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From surfaces and molecules to interfaces and hybrid materials: Theo-
retical spectroscopy of low-dimensional systems — e¢CLAUDIA DRAXL
Hybrid plasmonic-photonic resonances for emitter control — eFEMIUS
KOENDERINK

On growth and interaction phenomena of heteromolecular adsorbates
on metal surfaces — ¢CHRISTIAN KUMPF

Surface Morphology from First-Principles: Thermodynamics and Ki-
netics — eKARSTEN REUTER

Simulations of Surfaces and Interfaces Using High-Dimensional Neural
Network Potentials — ¢JORG BEHLER

Morphology and growth of organic molecules at structured surfaces —
eSABINE H.L. KLAPP, NICcOLA KLEPPMANN

Interaction of alcohols and water with carbonate surfaces — ¢ ANGELIKA
KUHNLE, CHRISTOPH MARUTSCHKE, FELIX KLING, DIRK LAUTNER, RALF
BECHSTEIN, PETER SPIJKER, JOHN TRACEY, VILLE LOUKONEN, ADAM FOSTER
The surface science of friction: How molecular films affect sliding and
plowing — eROLAND BENNEWITZ

Direct view on non-equilibrium carriers in graphene with time-resolved
ARPES — eISABELLA GIERZ

Momentum Microscopy with Time-of-Flight Analysis and Spin Filter-
ing: Direct Imaging of k-Space Objects and Spin Textures — eGERD
SCHONHENSE

Principles of plasmonic imaging — e ANGELA DEMETRIADOU, ALEXEI KO-
RNYSHEV

Excitations and dynamics of non-collinear magnetization states in tai-
lored adatom arrays — eJENS WIEBE

In-situ Studies of the Reactivity of Pt Model Catalysts: from Flat Sur-
faces to Nanoparticles — e CHRISTIAN PApp

Exploring chemical properties of surfaces by means of Atomic Force
Microscopy — ePAVEL JELINEK

The Emergence of Covalent On-Surface Polymerization — e LEONHARD
GRILL

Unravelling the structural and electronic properties of organic/metal
interfaces with photoemission tomography — ePETER PUSCHNIG

Toward single atom qubits on a surface: Pump-probe spectroscopy and
electrically-driven spin resonance — e¢WILLIAM PAUL

Taking Nanoscience to the Edge — The Different Appearances of One-
Dimensional Physics — ¢JORG SCHAFER

Metal Complexation of Sulfur on Coinage Metal Surfaces — ePATRICIA
THIEL, HoLLY WALEN, Yousoo KiM, JUNEPYO OH, HYUN JIN YANG, DA-
JianG Liu

Topological semimetals and chiral transport in inversion asymmetric
systems — eSHUICHI MURAKAMI
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Shedding light on internal interfaces — e¢ULRICH HOFER

Energy level alignment mechanisms at hybrid inorganic/organic semi-
conductor interfaces — eNORBERT KOCH

Insights into Oxygen Evolution Electrocatalysis on Perovskites —
e THOMAS J. SCHMIDT

Using redox agents to enhance the performance of lithium-air batteries
and lithium recycling — eNURIA GARCIA-ARAEZ

Probing the Femtosecond Dynamics of the Hydrogen Evolution Reac-
tion on Gold — eR. KRAMER CAMPEN, FRANCOIS LAPOINTE, YUJIN TONG
The Electrochemical interface - at the atomic scale — ¢JAN ROSSMEISL
CO2 Electroreduction over Cu and Au Nanostructured Catalysts: Size,
Oxidation State and Interparticle Distance Effects — HEMMA MISTRY,
RULLE RESKE, FARZAD BEHAFARID, ANA SOFIA VARELA, PETER STRASSER,
eBEATRIZ ROLDAN CUENYA

Thin Films of Metal-Organic Frameworks: Functional, photoswitchable
coatings and unique model systems — eLLARS HEINKE

First-principles photo-electrocatalysis beyond the computational hydro-
gen electrode — eHARALD OBERHOFER

Topological semimetal phases in strained HgTe-based alloys — TOMAS
RAUCH, STEVEN ACHILLES, ¢JURGEN HENK, INGRID MERTIG

Topological surface Fermi arcs and the chiral anomaly in Weyl
semimetal materials — eBINGHAI YAN

Spin-orbit coupling, magnetic perturbations, and competing trends in
topological insulators — eMATTHIAS BODE

Conductance and shot noise spectroscopy of single magnetic atoms and
molecules — ¢ ALEXANDER WEISMANN

Manipulating spins in single molecules on a superconductor —
eBENJAMIN W. HEINRICH

Ternary oxides with the perovskite structure exhibit an intriguingly rich
variety in their physical and chemical properties. — ¢ULRIKE DIEBOLD
Spin- and Pseudospin-Polarized Excited States in bulk WSe; — RoMAN
BERTONI, CHRISTOPHER NICHOLSON, LUTZ WALDECKER, MICHELE PUPPIN,
CLAUDE MONNEY, CEPHISE CACHO, HANNES HUEBENER, UMBERTO DE GIO-
VANNINI, ANGEL RUBIO, MARTIN WOLF, eRALPH ERNSTORFER

The first single atom magnet — eFABIO DONATI, STEFANO RUSPONI,
SEBASTIAN STEPANOW, CHRISTAN WACKERLIN, APARAJITA SINGHA, LuUcCA
PERSICHETTI, ROMANA BALTIC, KATHARINA DILLER, EDGAR FERNANDES,
FrRANGOIS PATTHEY, JAN DREISER, ZELJKO SLJIVANCANIN, Kurr KUMMER,
CORNELIU NISTOR, PIETRO GAMBARDELLA, HARALD BRUNE

When Electron Acceptors Donate Charge: Molecular Orbitals vs Hy-
brid Bands at Inorganic/Organic Interfaces — eOLIVER T. HOFMANN,
PATRICK RINKE, MATTHIAS SCHEFFLER, GEORG HEIMEL

Direct observation of H-bond dynamics using scanning tunneling mi-
croscopy — e TAKASHI KUMAGAIT

Visualizing topological states of matter and their interaction with per-
turbations using local probes — ¢PAOLO SESsSI

Surface Chemistry of Oxygen and Water on Anatase TiO, (101)
— oMARTIN SETVIN, ULRICH ASCHAUER, JAN HULVA, MICHAEL SCHMID,
ANNABELLA SELLONI, ULRIKE DIEBOLD

Transport phenomena in broken-symmetry metals:
ogy, and beyond — eIvO SouUzZA

Dirac Fermions in Antiferromagnetic Semimetal — ePEIZHE TANG, QUAN
Zuou, GANG XU, SHOU-CHENG ZHANG

Imaging orbitals and defects in superconducting FeSe/SrTiO3; —
o JENNIFER HOFFMAN, DENNIS HUANG, TATIANA WEBB, SHIANG FENG, CAN-LI1
SONG, CUI-ZU CHANG, JAGADEESH MOODERA, EFTHIMIOS KAXIRAS

Radio frequency STM on molecular resonators — ¢STEFAN MULLEGGER
Electrostatic Design of Organic Materials and Hybrid Interfaces —
eEGBERT ZOJER

Heteroatom-doped Molecular Nanostructures on Surfaces — eSABINE
MAIER

Geometry, topol-
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The growth and decay of oxide quasicrystals — eSTEFAN FORSTER, JAN
INcO FLEGE, EvVA MARIA ZOLLNER, FLORIAN SCHUMANN, KLAUS MEINEL,
JENS FALTA, WOLF WIDDRA

New Science Opportunities with X-Ray Free-Electron Lasers —
o WILFRIED WURTH

Time-resolved electron microscopy: probing ultrafast processes at the
nanoscale — eSASCHA SCHAFER

Ionic liquid surface science — eHANS-PETER STEINRUCK

Invited talks of the joint symposium SYTI
See SYTT for the full program of the symposium.
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Topological insulators and topological superconductors — e¢SHOUCHENG
ZHANG
Three-dimensional
Y OICHI ANDO
Interplay of magnetic and electronic states in pyrochlore iridates —
e LEON BALENTS

Magnetic imaging of edge states — e KATHRYN MOLER

Sub-nm wide edge states at the dark side of a weak topological insulator
— oMARKUS MORGENSTERN

topological insulators and superconductors

Invited talks of the joint symposium SYQS
See SYQS for the full program of the symposium.
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Magnonic macroscopic quantum states and supercurrents — e BURKARD
HILLEBRANDS, DMYTRO A. BOZHKO, ALEXANDER A. SERGA

Elementary excitations of magnetic insulators and its heterostructures
with metals — e GERRIT BAUER

Cavity Spintronics — e¢CAN-MING HU

Hybrid Quantum Systems - Coupling Color Centers to Superconducting
Cavities — ¢JOHANNES MAJER

Quantum enhanced sensing with single spins in diamond — eFEDOR
JELEZKO

Invited talks of the joint symposium SYES
See SYES for the full program of the symposium.
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Intrinsic Transport Coefficients and Momentum Space Berry Curvatures
— eALLAN H MACDONALD

Berry phase linked spin-orbit torques in Ferromagnetic and Antiferro-
magnetic systems — eJAIRO SINOVA

Transport in Topological Insulators and Topological Superconductors: In
Search of Majorana Fermions — eEWELINA HANKIEWICZ

Engineering Topological Quantum States: From 1D to 2D. — eJELENA
Krinovaja

Skyrmions — Topological magnetization solitons for future spintronics —
eSTEFAN BLUGEL

S054 Overview Talk: Claudia Draxl

S054 Plasmonics and Nanooptics I: Light-Matter Interaction
S051 Focus Session: Morphology Prediction at Interfaces
S052 Surface Magnetism: Atoms and Molecules

S053 Dynamics of Molecules on Surfaces

S053 Tribology
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Graphene I: Structure and Dynamics

Surface State Spectroscopy I

Nanostructures at Surfaces 1

Two-dimensional Materials

Plasmonics and Nanooptics II: Microscopy

Morphology Prediction at Interfaces

Magnetic Surface Excitations

Surface Chemical Dynamics

STM/AFM: New Approaches

Surface State Spectroscopy II

Adsorption on Metal Surfaces

Metallic Nanowires on Semiconductor Surfaces
Semiconductor Substrates: Structure, Adsorption and Growth
Tribology: Surfaces and Nanostructures

Morphology Prediction at Interfaces: Theory meets Experi-
ment

Organic-Inorganic Hybrid Systems and Organic Films
Plasmonics and Nanooptics: Light-Matter Interaction, Spec-
troscopy

Plasmonics and Nanooptics:
and Applications

Oxide and Insulator Surfaces: Structure and Growth

Oxides and Insulator Surfaces: Adsorption

Overview Talk: Leonhard Grill

Organic-Inorganic Systems I: PTCDA

Topology- and Symmetry-Protected Materials

1D Metal Wires on Semiconductors I

Heterogeneous Catalysis: Theory

2D Materials I: Structure and Electronic Properties
Photonics and Nanooptics I: Infrared Spectroscopy
Nanostructures at Surfaces II

Ultrafast Phenomena I

Gaede Prize Talks

Nanostructures at Surfaces II1

Spintronics

1D Metal Wires on Semiconductors II

Heterogeneous Catalysis: Experiment

Frontiers of Electronic Structure Theory: Focus on Topology
and Transport I

Plasmonics and Nanooptics III: Infrared Microscopy

Oxides and Insulators: Adsorption I

Graphene: Electronic Properties, Structure and Substrate In-
teraction

Graphene: Adsorption, Intercalation and Doping

2D Materials beyond Graphene: TMDCs, Slicene and Rela-
tives

Electronic Structure of Surfaces: Spectroscopy, Surface States
Electronic Structure: Surface Magnetism and Spin Phenom-
ena

Metal Substrates: Structure, Adsorption and Growth
Overview Talk: Ulrich Hofer

Organic-Inorganic Systems II: Energy Level Alignment
Photonics and Nanooptics II: Nonlinear Response

Focus Session: Electrocatalytic Energy Harvesting and Con-
version

2D Materials II: Growth

Frontiers of Electronic Structure Theory: Focus on Topology
and Transport II

Nanostructures: Dots, Particles and Clusters

Focus Session: Many-body effects in two-dimensional materi-
als

Fabrication, Characterization
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Organic-Inorganic Systems III: Metal-Organics

Photonics and Nanooptics III: Fabrication and Characteriza-
tion

Chemistry at Solid/Liquid Interfaces

Graphene II: Adsorption, Intercalation and Doping

Frontiers of Electronic Structure Theory: Focus on Topology
and Transport IIT

Scanning Probe Microscopy and Spin Phenomena

Oxides and Interfaces: Adsorption II

Organic Photovoltaics and Electronics

Frontiers of Electronic Structure Theory: Focus on Topology
and Transport

Theory: General

Nanostructures at Surfaces: 1D, 2D Structures and Networks
Nanostructures at Surfaces: Dots, Particles, Clusters
Nanostructures at Surfaces: Other Aspects

Scanning Probe Techniques and New Experimental Methods
Solid-Liquid Interfaces: Reactions and Electrochemistry
Surface Dynamics: Reactions and Elementary Processes
Ultrafast Electron and Spin Dynamics at Interfaces
Overview Talk: Ulrike Diebold

2D Materials beyond Graphene: Dynamics and Excitation
Gerhard Ertl Young Investigator Award

Nanostructures at Surfaces I'V: Various Aspects

Graphene III: Electronic Properties

Frontiers of Electronic Structure Theory: Focus on Topology
and Transport IV

Oxides and Insulator Surfaces I

Structure of Solid/Liquid Interfaces I

Heterostructures and Interfaces

Scanning Probe Techniques: Method Developments
Organic-Inorganic Systems IV: Electronic Structure
Ultrafast Surface Dynamics I

Metal Substrates: Structure, Epitaxy and Growth

Frontiers of Electronic Structure Theory: Focus on Topology
and Transport V

Oxides and Insulator Surfaces II

Topological Insulators I

Annual General Meeting of the Surface Science Division
Post-Deadline Session

Overview Talk: Wilfried Wurth

Ultrafast Surface Dynamics I1

Graphene IV: Electronic Properties and Structure

Structure of Solid/Liquid Interfaces II

Nanostructured Surfaces and Thin Films

Organic-Inorganic Systems V: Adsorption on Metals
Symposium on Frontiers of Electronic Structure Theory: Fo-
cus on Topology and Transport

Topological Insulators 11

Overview Talk: Hans-Peter Steinrtiick

Annual General Meeting of the Surface Science Division

Time:

e Report of the Chairman

Thursday 19:00-19:30 Audimax (H1)

e Presentation of the Gerhard Ertl Young Investigator Award

e Miscellaneous

Post—Deadline Session

Time:

Thursday 19:30-20:30 Audimax (H1)
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Monday

O 1: Overview Talk: Claudia Draxl

Time: Monday 9:30-10:15

Invited Talk O 1.1 Mon 9:30 S054
From surfaces and molecules to interfaces and hybrid ma-
terials: Theoretical spectroscopy of low-dimensional systems
— oCrLAUDIA DRrRAXL — Humboldt-Universitdt zu Berlin, Berlin, Ger-
many — Fritz-Haber Institute of the Max-Planck Society, Berlin, Ger-
many

Ab initio spectroscopy is a powerful combination of quantum-based
theories and computer simulations. It covers a wide range of theoret-
ical and computational methods, which go beyond density-functional
theory by incorporating many-body effects and interactions that show

Location: S054

up in the excited state. This methodology not only allows for analyzing
data obtained by experimental probes like photoemission, optical ab-
sorption, Raman, infrared, X-ray, and electron-loss spectroscopy, but
also for shining light onto the underlying processes. These may be dis-
tinctively different depending on the nature and dimensionality of the
material. Low-dimensional systems and interfaces challenge our theo-
retical concepts and numerical approaches. A series of selected exam-
ples — from surfaces and molecules to interfaces and organic-inorganic
hybrid materials — will show how we can explore exciting new phe-
nomena, where we are in our theoretical understanding, and what the
major issues are that need to be tackled.

O 2: Plasmonics and Nanooptics I: Light-Matter Interaction

Time: Monday 10:30-13:15

Invited Talk O 2.1 Mon 10:30 S054
Hybrid plasmonic-photonic resonances for emitter control —
eF'EMIUS KOENDERINK — Center for Nanophotonics, FOM Institute
AMOLF, Amsterdam, The Netherlands

Plasmonic nanostructures match light to molecular length scales by
hybridizing photons with charge density oscillations in noble metals.
Plasmonics is pursued for many prospective uses ranging from sens-
ing, spectroscopy, and microscopy, to the development of ultrabright
single photon sources and broadband cavity QED for quantum infor-
mation processing. I will report on our effort to use plasmonics to
completely control when, into which direction, and with what polar-
ization and wavefront single nanosources emit. I will particularly fo-
cus on Fourier-space polarimetry on single nano-antenna structures, as
well as distributed periodic and quasiperiodic plasmonic structures for
directional fluorescent, and lasing sources. Also, I will discuss the sur-
prising physics of hybridizing plasmonics and dielectric nanophotonics.
Recently we showed that, counter to conventional cavity perturbation
theory, plasmonic structures can improve the quality factor of an al-
ready high-Q (exceeding 1 million) microtoroid. Finally, I will argue
that hybrid plasmon-cavity structures can combine cavity Q-factors
with plasmonic mode volumes.

0O 2.2 Mon 11:00 S054

Coherent and periodic energy transfer between widely

separated and cavity-coupled nanoantennas — MARTIN
1

AESCHLIMANN!, ToBias BRIXNER2, BeNjaMIN Frisca!, BERT
4

Hecur®, BErRNHARD HUBER2, eMarTHias HENSEN?, CHRISTIAN

KraMER?, EnNo KRrAuss®, THoMAs LOBER®, WALTER PFEIFFER?,
MAaRTIN Piecucn!, and PuiLip THIELEN' — 'Department of Physics
and Research Center OPTIMAS, TU Kaiserslautern, 67663 Kaiser-
slautern, Germany — 2Department of Physical and Theoretical
Chemistry, Wiirzburg University, 97074 Wirzburg, Germany —
3Experimental Physics 5, Wiirzburg University, 97074 Wiirzburg, Ger-
many — *Faculty of Physics, Bielefeld University, 33615 Bielefeld, Ger-
many — ®Nano Structuring Center, TU Kaiserslautern, 67663 Kaiser-
slautern, Germany

We present a device that couples two widely separated (d ~ 2Xg)
nanoantennas via an extended plasmon mode in a metallic cavity of
elliptical shape. As predicted by finite-difference time-domain simula-
tions a coherent back and forth transfer of energy between the antennas
is observed in experiments. Samples were made out of atomically-flat
single crystalline gold plates and the temporal dynamics of plasmonic
excitations was investigated by time-resolved photoelectron emission
microscopy. The device depicts an all-plasmonic analogue of the quan-
tum mechanical Tavis-Cummings model and it is particularly suited to
study the interaction of deterministically positioned quantum systems
coupled to the incorporated nanoantennas.

O 2.3 Mon 11:15 S054

Far-field interferometry of weak plasmonics scatterers —

oCHRISTIAN DickeN!, DANIELA WoLF!, THORSTEN SCHUMACHER!,

Kras LinprFors2, HArRALD GiesseN®, and Markus LippiTz! —
Hnstitute of Experimental Physics 111, University of Bayreuth, Ger-

many — 2Department of Chemistry, Nanooptics Group, University of

Location: S054

Cologne, Germany — 3Institute of Experimental Physics IV, Univer-
sity of Stuttgart, Germany

Low-loss noble metals like gold and silver are at the heart of plasmon-
ics. Yet, many applications focus on metals with higher losses and less
pronounced optical response. We discuss how a simple mirror and a
dielectric spacer layer turn a transmission experiment into an interfer-
ometer. This scheme is used by us in a simple model to optimize the
sensitivity to small changes of the optical response of weak scatter-
eres. In particular, we present interferometrically detected magnetic
hysteresis loops of sub-100nm nickel disks and compare the data with
our model.

O 2.4 Mon 11:30 S054
Photoluminescence Enhancement by laterally ordered
Ag/Alq3:ZnPc/Ag Nanocavities — eVERENA Kors! and JEns
Prraumb2 — 1Experimental Physics VI, Julius Maximilian University
of Wiirzburg, 97074 Wiirzburg — 2Center of Applied Energy Research
(ZAE Bayern), 97074 Wiirzburg

Plasmonic nanostructures provide a perfect possibility to tailor the
photoluminescence (PL) of organic semiconductors. In this contri-
bution we present PL investigations on silver nanoprism arrays pre-
pared by shadow nanosphere lithography and resonantly coupled to
the luminescence of ZnPc (zinc phthalocyanine) molecules. Confo-
cal PL measurements revealed a strong increase of the fluorescence of
ZnPc thin films deposited on top of the nanoprisms. Co-evaporation
into an Algs (tris(8-hydroxyquinoline)aluminum) matrix at low con-
centrations of 4% leads to further increase, which can be explained
by the reduction of non-radiative processes caused by exciton-exciton-
annihilation and quenching at metal/organic interface. Lateral struc-
turing of the organic layer and capping by silver result in periodically
ordered Ag/Alqs:ZnPc/Ag hybrid structures with PL enhancement
factors up to 700 after geometrical correction. Complementary FDTD
simulations confirm the pronounced spectral overlap between the lo-
calized surface plasmon resonance and the highest PL mode and thus,
are able to prove the enhancement to be of plasmonic origin.

O 2.5 Mon 11:45 S054
Optical rotation reversal and circular dichroism in resonantly
and off-resonantly coupled plasmonic nanosystems — eMARIO
HenTscuEL!2, Vivan E. FERRY?, A. PauL Arivisatos!, and Har-
ALD GiessEN? — I Materials Science Division, Lawrence Berkeley Na-
tional Laboratory, Berkeley, CA, United States — 24th Physics Insti-
tute and Research Center SCoPE, University of Stuttgart, Germany
— 3Department of Chemical Engineering and Materials Science, Uni-
versity of Minnesota, Minneapolis, United States

In a system consisting of two resonant L-shaped particles we show that
the sign of the circular dichroism spectrum in a plasmonic system can
be controllably changed through small geometric perturbations that
change the energetic ordering of the hybridized modes [1]. This mech-
anism is distinct from geometrical changes that explicitly change the
handedness of the system. Secondly, we investigate the role of reso-
nant coupling in chiral plasmonic systems, and whether the formation
of collective plasmonic modes in a handed assembly of metallic nanos-
tructures is a necessary condition for a chiroptical response. We show
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in experiment and simulation that off-resonant coupling between spec-
trally detuned nanostructures arranged with structural chirality leads
to a clear yet weak chiroptical response [2]. We interpret our results in
the framework of scattering between the individual constituents that
in turn leads to a chiroptical farfield response. [1] M. Hentschel et al.,
ACS Photonics 2, 1253 (2015) [2] V. E. Ferry, M. Hentschel, and A.
Paul Alivisatos, Nano Lett. 15, DOI 10.1021/acs.nanolett.5b03970

O 2.6 Mon 12:00 S054
Enantiomorphic chiral near-fields in locally chiral plasmonic
lattices — eMARTIN SCHAFERLING, XINGHUI YIN, Maxim NEgs-
TEROV, HARALD GiIESSEN, and THoMAS WEISs — 4th Physics In-
stitute and Research Centers SCoPE and SimTech, University of
Stuttgart, Germany

Chiral near-fields, which interact strongly with chiral molecules, can be
obtained by illuminating geometrically chiral plasmonic nanostructures
with circularly polarized light [1,2]. Fields with opposite handedness
can be used to probe the chiroptical properties of chiral molecules with
enhanced sensitivity. However, the field pairs generated by periodic
arrangements of chiral nanostructures are, in general, not enantiomor-
phic. Additionally, such structures exhibit a chiroptical far-field re-
sponse even in absence of chiral probe molecules. Both effects hamper
the implementation of plasmonically enhanced chiroptical spectroscopy
schemes.

In this contribution, we discuss periodic arrangements of simple achi-
ral building blocks where the resulting superstructure is geometrically
achiral, but still provides left- and right-handed geometrically chiral
substructures. Due to their symmetry, such configurations provide
enantiomorphic chiral near-fields, but no chiroptical far-field response.
We show how to identify all such arrangements of plasmonic nanodiscs
in a 4 X 4 unit cell that additionally provide C4 symmetry and compare
the simulated chiroptical near-field response of selected examples.

[1] Y. Tang and A. E. Cohen, Science 332, 333 (2011).

[2] M. Schéferling et al., Phys. Rev. X 2, 031010 (2012).

O 2.7 Mon 12:15 S054
Circular Dichroism Spectroscopy on Individual Plasmonic
Nanoparticles — eJuLiaN KarsT!, NIkoLAI STROHFELDT!, MARIO
HentscHEL!, HARALD Giessen!, and Na Liu2 — 14th Physics Insti-
tute and Research Center SCoPE, University of Stuttgart, Germany
— 2Max-Planck-Institute for Intelligent Systems, Stuttgart, Germany

Chirality is one of the most important basic principles of nature. We
analyze the chiroptical response of single chiral plasmonic nanostruc-
tures. We utilize dark field circular dichroism spectroscopy to study
the response of individual 3D chiral plasmonic Au-nanostructures. A
customized spectroscopy setup for the visible spectral range is used.
Transmission and scattering spectra are measured with a bright field
and dark field spectroscopy setup, respectively. With large area en-
sembles of achiral and chiral plasmonic nanostructures we determine
the influence of several optical components in the light path as well
as the influence of fabrication defects. We show that individual chiral
plasmonic oligomers in C; and Cy4 configuration exhibit a mirror sym-
metry in the circular dichroism spectra for the right- and left-handed
enantiomers. However, we see clear differences in the response of C;-
symmetric Au-nanostructures compared to the polarization conversion
suppressing C4-symmetric structures. The successful measurements of
the chiroptical response of single chiral three dimensional plasmonic
oligomers pave the way for studying more complex individual DNA
based chiral plasmonic nanostructures.

0 2.8 Mon 12:30 S054
Device design from stacked metasurfaces by use of a modified
S-Matrix formalism — eJAN SPERRHAKE, CHRISTOPH MENZEL, and
THoMAs PERTscH — Institut fiir angewandte Physik, Abbe Center
of Photonics, Friedrich-Schiller-Universitdt Jena, Max-Wien-Platz 1,

07743 Jena

Artificial subwavelength structures called metamaterials (MM) are one
of the most promising approaches in modern photonics for full control
of light with respect to its polarization and spectral properties. By us-
ing MM made of complex shaped 3D elements almost arbitrary optical
functionalities can be integrated into thin films. However, as the fabri-
cation of 3D MM is usually difficult, complexity of the optical response
might be achieved instead by choosing 2D metasurfaces (MS) and
stacking them. In this contribution, we propose a method for efficiently
treating and optimizing stacked complex homogeneous MS to create
integrated, highly functional optical devices. A theoretical framework
for fast numerical calculation is given by means of a modified scatter-
ing matrix formalism providing full information about phase, ampli-
tude and polarization of the desired reflected and transmitted fields.
As we will show with some examples this will pave the way towards
simpler structures and easier fabrication, while maintaining and even
increasing the range of accessible optical functionalities. A preprint of
the paper is available at http://arxiv.org/abs/1511.09239.

0 2.9 Mon 12:45 S054
Efficiency analysis of a finite-difference modal method for the
derivation of electromagnetic fields — elzzaTioN ALLAYAROV,
MARTIN SCHAFERLING, MAXiM NESTEROV, and THoOMAS WEIss — 4th
Physics Institute and Research Center SCoPE, University of Stuttgart,
Germany

Accurate numerical derivation of electromagnetic fields is important for
many questions such as modeling the enhanced spontaneous emission
due to the Purcell effect. Finite element methods (FEM) offer high ac-
curacy, but are slow and tedious to implement. For periodic systems,
the Fourier modal method (FMM) is a fast and reliable alternative.
However, the underlying Fourier basis cannot resolve high contrasts
of the dielectric constant accurately, which is especially problematic
when fields close to such interfaces should be calculated.

We present an implementation of a finite difference basis for modal
methods (FDMM) [1], which can exactly model arbitrary steps in the
dielectric constant. We compare the accuracy and the calculation time
to standard FMM as well as to FEM. Our results indicate that the ac-
curacy of the fields is higher for the FDMM compared to the FMM for
comparable calculation times.

Additionally, we will discuss the possibility to combine this finite-
difference basis with the coordinate transformation methods that have
already been applied to the FMM [2]. This will allow for precise cal-
culations of non-rectangular geometries using the FDMM.

[1] I. Semenikhin, and M. Zanuccoli, JOSA A 30, 2531 (2013).

[2] T. Weiss et al., Opt. Express 17, 8051 (2009).

O 2.10 Mon 13:00 S054
Analytical model for hybrid magnetoplasmonics — eDoMINIK
FrLoess!, Thnomas WEiss!, Sercel TikHODEEVZ?, and HARALD
GiessEN! — 14th Physics Institute and Research Center SCoPE, Uni-
versity of Stuttgart, Germany — 2A. M. Prokhorov General Physical

Institute, Russian Academy of Sciences, Moscow

In recent years, the hybrid plasmonic construction kit was ex-
panded by magneto-optical materials, which offer magnetic tuning
and non-reciprocal effects. By utilizing localized surface plasmons,
the magneto-optical response of dielectric thin films can be resonantly
amplified and spectrally tailored. While the experimental realization
of such systems received considerable attention, so far there is no pro-
found theoretical description that goes beyond numerical simulations.
Here we present an intrisically non-reciprocal coupled oscillators model
that reveals the underlying physics inside such systems and yields an-
alytical expressions for the resonantly enhanced magneto-optical re-
sponse. The predictions of the model are in good agreement with full
numerical simulations of typical sample geometries as well as experi-
ments. This includes modal dispersion, optical rotation and ellipticity.

O 3: Focus Session: Morphology Prediction at Interfaces

Time: Monday 10:30-13:00

Topical Talk O 3.1 Mon 10:30 S051
On growth and interaction phenomena of heteromolecular ad-
sorbates on metal surfaces — e CHRISTIAN KUMPF — Peter Griin-
berg Institut (PGI-3), Forschungszentrum Jilich GmbH, Jiilich, Ger-

Location: S051

many, and Jiilich-Aachen Research Alliance (JARA) - Fundamentals
of Future Information Technology

The properties of functional materials and electronic devices are often
dominated by their surfaces and interfaces. This is particularly true
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for organic thin films and adsorbate systems as they are frequently
used in the field of organic electronics. Molecular blends (i.e., hetero-
molecular layers containing at least two different types of molecules,
usually charge donors und acceptors) are of particular interest in this
context. We have investigated a number of heteromolecular model sys-
tems containing either PTCDA or NTCDA as acceptor molecules, and
CuPc or SnPc as donors.

In this talk I will concentrate on monolayer films consisting of
PTCDA and CuPc, which we have studied using a variety of exper-
imental methods like LEEM, LEED, STM, NIXSW, ARPES, orbital
tomography and STS. A comprehensive LEEM study enabled us to un-
derstand the complex binary phase diagram containing three different
ordered heteromolecular structures with different stoichiometry, sev-
eral regimes with coexisting phases and a 2D-lattice gas. We identified
the density of the gas phase to be the crucial parameter determining
the growth behavior of the ordered structures on the surface. Further-
more, I will discuss the interaction of the two types of molecules with
the surface in terms both its geometric and electronic fingerprints.

Topical Talk 0 3.2 Mon 11:00 S051
Surface Morphology from First-Principles: Thermodynam-
ics and Kinetics — eKARSTEN REUTER — Technische Universitit
Miinchen

The structure of functionalized surfaces or surfaces exposed to realistic
environments depends sensitively on the deposition conditions or gas-
phase conditions. Detailed atomic-scale knowledge of this structure is
often a prerequisite for further analysis and understanding. With ex-
periment struggling to provide sufficient resolution, predictive-quality
first-principles computational approaches assume a critical role in gain-
ing this knowledge. Their task is then an efficient exploration of the
vast configuration spaces, identifying (meta-)stable states and critical
barriers on the high-dimensional potential energy surface.

While this task is thus simply summarized in one sentence, the words
"efficient", "vast" and "high-dimensional" contained in it equally high-
light the challenges faced in actually accomplishing this endeavour
for anything but simple model systems. Knobs to turn are the way
the algorithms navegate through configuration space, reduced-cost en-
ergy functions used for large-scale pre-screenings, or the use of coarse-
grained lattice models. In this talk I will review our recent activities
in this field, focusing on examples that are governed by both thermo-
dynamic and kinetic factors.

Topical Talk 0 3.3 Mon 11:30 S051
Simulations of Surfaces and Interfaces Using High-
Dimensional Neural Network Potentials — eJOrRG BEHLER —
Lehrstuhl fiir Theoretische Chemie, Ruhr-Universitdt Bochum, 44780
Bochum, Germany

In recent years a lot of progress has been made in the development of
interatomic potentials based on machine learning techniques. These
potentials are very efficient and thus allow to extend the length and
time scales of molecular dynamics simulations significantly. Further,
they are close to the accuracy of the underlying reference electronic
structure methods and equally applicable to all types of bonding mak-
ing them particularly useful for complex systems like interfaces. Af-
ter a short overview about the available approaches, specifically the
class of high-dimensional neural network potentials will be discussed.

O 4: Surface Magnetism:

Time: Monday 10:30-12:30

O 4.1 Mon 10:30 S052
Magnetic Hysteresis in Er trimers on Cu(111) — eAPARAJITA
SingHAal, FaBio Donati!, CHRrisTIAN WACKERLIN!, ROMANA
Barrict, Jan Drerser!2, MariNa Prvertal, STEFANO Ruspont!,
and HaraLp Brune! — 1Ecole Polytechnique Fédérale de Lausanne,
Switzerland — 2Swiss Light Source, Paul Scherrer Institute, Switzer-
land

The aim to explore the ultimate density limit of magnetic information
storage has triggered increasing interest in surface-supported magnetic
nanostructures. Currently the smallest surface-adsorbed ferromagnet
consists of only five Fe atoms with magnetic stability up to several
hours at 0.3 K [1]. Here, we present evidence of magnetic hystere-
sis in rare earth Er clusters at 2.5 K starting from the size of three

Several applications including water and solid-liquid interfaces will be
presented to illustrate the advantages and current limitations of this
method.

Topical Talk O 3.4 Mon 12:00 S051
Morphology and growth of organic molecules at structured
surfaces — oSABINE H.L. Kraprp and NicoLa KLEPPMANN — In-
stitut fiir Theoretische Physik, Sekr. EW 7-1, Technische Universitéit
Berlin, Hardenbergstrasse 36, 10623 Berlin

We report about recent progress in modelling organic molecules at
structured inorganic, particularly semiconductor surfaces on a coarse-
grained level of description. We start by discussing multilayer growth
of the organic molecule C60. Based on kinetic MC simulations we
quantify this time-dependent process and extract a self-consistent set
of energy parameters, which lead to excellent agreement with par-
allel, real-time x-ray measurements. We then proceed to the struc-
ture formation and dynamics of the strongly anisotropic molecule
para-sexiphenyl (6P) at ZnO surfaces. To this end we propose a
new, coarse-grained model which aims at representing heuristically the
different electrostatic and steric interactions occuring at the charge-
patterned surface ZnO(10-10). Corresponding MC simulations of the
equilibrium behavior reveal indeed a complex interplay of the different
contributions of this coarse-grained Hamiltonian. Finally, based on
kMC simulations and a rate equation approach we explore the non-
equilibrium surface growth of 6P at finite adsorption rates, revealing
re-entrant effects, a critical adsorption rate and observables that are
non monotonous with the adsorption rate. Our results form a basis for
understanding and predicting collective orientational ordering during
growth in hybrid material systems.

Topical Talk O 3.5 Mon 12:30 S051
Interaction of alcohols and water with carbonate sur-
faces — eANcELIKA KUHNLE!, CHRIsTOPH MARUTSCHKE!, FELIX
Kring!, Dirk LAUTNER!, RALF BECHSTEIN!, PETER SPIJIKER?, JOHN
TracEY?, VILLE LoukoNEN?, and Apam FosTerR? — !Universitit

Mainz — 2Aalto University

Carbonate minerals are abundant in the earth’s crust and constitute
the inorganic phase in many bio-minerals created by nature. Under-
standing the formation and reactivity of carbonates in their natural
environment requires elucidating the interaction of organic molecules
with the mineral surface in the presence of water. We have studied the
solid-liquid interface at the natural cleavage plane of the most common
carbonates, i.e., calcite, magnesite and dolomite using high-resolution
atomic-force microscopy (AFM) imaging and three-dimensional sol-
vation layer mapping. Representing the simplest organic molecules,
we have studied methanol, ethanol and their competition with water
on the carbonate surfaces. In combination with molecular dynamics
simulations we explain the observed solvation structures and provide
evidence for stronger ethanol-calcite interaction as compared to water-
calcite interaction.

We complement our liquid environment studies by an investiga-
tion in ultra-high vacuum (UHV). Thermal desorption spectroscopy
obtained at sub-monolayer coverage confirms that ethanol is more
strongly bound to calcite as compared to water. In combination with
theoretical simulations we disclose atomic-scale details of the water-
carbonate as well as the alcohol-carbonate interaction.

Atoms and Molecules

Location: S052

atoms. We combine x-ray magnetic circular dichroism, scanning tun-
neling microscopy and mean-field nucleation theory to determine the
size-dependent magnetic properties of the Er clusters adsorbed on
Cu(111). We observe that the magnetization of Er atoms [2| and
dimers is oriented in-plane. In contrast, trimers and bigger clusters
exhibit out-of-plane anisotropy and a butterfly-shaped magnetic hys-
teresis at 2.5 K. Their magnetization lifetime is larger than 120 s at
0.1 T.

[1] Khajetoorians et al., Science, 339, 55 (2013) [2] Donati et al.,
Phys. Rev. Lett., 113, 237201 (2014)

O 4.2 Mon 10:45 S052

Calibration of highly efficient FeO-based spin polarization
detector — ePika Gosrobparic, Ewa MryNnczak, MArkus Es-
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CHBACH, MATHIAS GEHLMANN, SVEN DORING, LUKAsz PLUCINSKI,
and CrAus MICHAEL SCHNEIDER — Peter Griinberg Institut PGI-6,
Forschungszentrum Jiilich, 52425 Jilich, Germany

A recently developed FeO-based spin polarization detector (1) was
adapted to a high-resolution hemispherical MBS A-1 electron analyzer
to study the spin degree of freedom in the electronic band structure
of spintronic materials with spin- and angle-resolved photoemission
spectroscopy (spinARPES). The operation of the polarimeter is based
on the exchange scattering of electrons from an oxidized Fe(100) film,
which can be magnetized in four orthogonal in-plane directions. Our
setup employs a 90° deflector, which allows probing one of the in-plane
and the out-of-plane spin components. In this talk, performance cal-
ibration tests of the system using the Rashba spin-orbit split surface
states of the single crystal Au(111) and various topological insula-
tor thin films will be presented. At optimized scattering energy the
asymmetry function reaches 30% and the reflectivity up to 10%, which
results in a 20-40 times higher figure of merit compared to the con-
ventional Mott spin detectors. Experiments were performed using an
unpolarized noble-gas discharge lamp and a laser-based 6 €V photon
source with light polarization control. The high energy and angular
resolution of the spinARPES spectra clearly distinguishes the two spin
polarized branches of the Au(111) surface state.
(1) M. Escher et al., e-J. Surf. Sci. Nanotech. Vol. 9 (2011)

0 4.3 Mon 11:00 S052

Electronic and magnetic properties of Au/Fe(001) bilayers
epitaxially grown on MgO(001) — eEwa Mryxczak®?2, Pika
Gosproparicl, Markus EscuBacu!, Maruias GEHLMANN!, SVEN
DoriNg!, Lukasz Prucinskil, and CLaus MICHAEL SCHNEIDER!
— !Peter Griinberg Institut PGI-6, Forschungszentrum Jiilich, 52425
Jiilich, Germany — 2Faculty of Physics and Applied Computer Sci-
ence, AGH University of Science and Technology, al. Mickiewicza 30,

30-059 Krakéw, Poland

The electronic band structure of ferromagnetic films is a basis for
magnetotransport phenomena, which are important for future spin-
tronics, such as tunneling anisotropic magnetoresistance or spin-orbit
torque (SOT). In the context of SOT, it is especially interesting to
study the electronic structure of the interface between a ferromagnet
(characterized by high exchange coupling) and a heavy metal (known
for high spin-orbit coupling). In this study, ultrathin Au layers were
deposited onto Fe(001)/MgO(001) thin film using different prepara-
tion conditions. The Au growth was monitored by recording changes
of the film resistance with the deposition time. A laboratory based
high-resolution angle resolved photoemission spectroscopy was used to
study the near-surface electronic band structure. Spin detection was
performed using a highly efficient spin polarimeter (FERRUM). It was
possible to observe the development of the electronic bands characteris-
tic for Au, while still having experimental access to the band structure
of the underlying Fe(001). The magnetic properties of the bilayers were
determined by in-situ anisotropic magnetoresistance measurements.

O 4.4 Mon 11:15 S052
The fascinating versatility of wustite surfaces — eSitvia GAL-
LEGO and Ivan D. BErRNAL-ViILLAMIL — Instituto de Ciencia de Ma-
teriales de Madrid, Madrid, Spain

Waustite (FeO) belongs to the magnetic transition metal monoxides se-
ries, a set of antiferromagnetic Mott insulators with a simple rock-salt
structure. Among them, wustite is singular in its high content of Fe
vacancies at ambient conditions, that introduce local polaronic charge
distributions and alter the magnetization.

Mono- and bi-layer FeO has been grown and largely studied, but it
reverts to Fe304 as the thickness increases, accompanied by a yet not
solved 2x2 surface structure with unexpected magnetic features. Based
on ab initio calculations, in this talk we will provide our solution for
this 2x2 structure, explaining the evolution of FeO to Fe304, and the
origin of the magnetism. Furthermore, we will show how surface pro-
cesses are involved in the growth of unusually thick stoichiometric FeO
films, that hold a 1x1 symmetry and robust bulk-like antiferromagnetic
order.

O 4.5 Mon 11:30 S052
Theory of Inelastic Electron Tunneling through an Adatom:
Perturbation Expansion around the Atomic Limit —
eJinDRICH KOoLORENC — Institute of Physics, Czech Academy of Sci-
ences, Prague, Czech Republic

We investigate tunneling of electrons from an STM tip to a substrate

through a magnetic adatom. We assume weak coupling between the
tip and the adatom as well as between the adatom and the substrate,
and we include these couplings only in the lowest order of the perturba-
tion theory. We employ the Kramers—Heisenberg formula to evaluate
the probabilities of coherent two-step processes that contribute to the
tunneling current (for instance, an electron tunnels from the tip to the
adatom and then continues from the adatom to the substrate). Our
method is closely related to the cotunneling theory of Ref. [1], but
it appears somewhat more straightforward and allows us to derive a
relatively compact formula for the differential conductance. The steps
appearing in the differential-conductance spectra are identified with
excitations in the magnetic adatom that can be parametrized on the
basis of first-principles calculations without resorting to an effective
spin model. The method is straightforwardly applicable to cases with
strong spin-orbital coupling (f electrons) where the spin is not a good
quantum number.

[1] F. Delgado and J. Fernandez-Rossier, Phys. Rev. B 84, 045439
(2011)

O 4.6 Mon 11:45 S052
Investigation of the superconducting gap of nano-sized Pb-
islands in high magnetic fields — eSTEFFEN RoLF-Pissarczyk!:?,
JacoB BuraEess!2, SHicHao Yan':2, and SeBasTiaNn LoTn!2 —
Max Planck Institute for the Structure and Dynamics of Matter,
Hamburg, Germany — 2Max Planck Institute for Solid State Research,
Stuttgart, Germany

Superconductors change drastically their properties when they are con-
fined in geometries with dimensions of the order or less than the Lon-
don penetration depth or coherence length of the bulk material. To get
experimental access to the effects of strong confinement we prepared
small hexagonal Pb-islands with diameter of less than 50 nm and a
uniform height of 7 atomic layers on Si(111) 7x7. The islands were
formed by depositing Pb at low temperature and annealing at 300 K.
‘We investigated the Pb-islands with scanning tunneling spectroscopy
in magnetic fields up to 9 T and at 0.6 K temperature.

We found the critical magnetic field in such small islands to be sev-
eral Tesla, which represents an enhancement greater than 50 compared
to the bulk value. The critical field was directly measured and verified
by the vanishing superconducting gap. By independently measuring
the size of the superconducting gap and the critical magnetic field that
quenches superconductivity we were able to correlate these two funda-
mental parameters. This correlations allows us to estimate the highest
critical field expected for 7 atomic layer thin Pb-islands.

O 4.7 Mon 12:00 S052
Sensing Nanomagnets with an Atomically Assembled Quan-
tum Spin Sensor — eLuict MaLavorTi!:2, SHicHAO Yan!:2, JacoB
BuraEess!?, STEFFEN RoLr-Pissarczyk! 2, and SEBAsTIAN LoTn!:2
— Max-Planck Institut fiir Struktur und Dynamik der Materie, Ham-
burg, Deutschland — ?Max-Planck Institut fiir Festkorperforschung,
Hamburg, Deutschland

Quantum spin systems can be used for sensing the magnetic environ-
ment with unprecedented accuracy and sensitivity [1]. Atom manipu-
lation in the scanning tunnelling microscope allows construction of the
quantum sensor in close proximity to the objects or region of interest.

Here, we show that a quantum spin sensor consisting of three Fe
atoms on a monolayer copper nitride surface [2| can be used to probe
the magnetic state of nearby nanomagnet. We built a nanomagnet that
show no net spin and switches spontaneously between two Néel states.
By characterizing the dynamic magnetic behaviour of the sensor using
a dynamic pump-probe technique [2,3] we were able to detect the state
of the nanomagnet at distance up to 3nm. We also demonstrate that,
by an appropriate tuning of the properties of our sensor, the non-local
sensing is possible even without a direct access to the relaxation time
of the sensor. This opens the way to non-locally detect the magnetic
state of other magnetic objects such as single molecule magnets and
local atomic conditions on surfaces.

[1] Damadian, R. Science 171(3976), 1151-1153 (1971).

[2] Yan, S., et al., Nat Nano 10(1), 40-45 January (2015).

[3] Loth, S., et al., Science 329(5999), 1628-1630 (2010).

O 4.8 Mon 12:15 S052
X-ray magnetic dichroism of small, size-selected FeV clus-
ters on Cu(100) — eFripTiOF KikLGasT!, TorBEN BEECK!, IvAN
Bagev!, DENizA CHEKRYGINA!, MicHAEL MAaRrrins!, and WILFRIED
WurTH!2 — 'Physics Department, University of Hamburg — ?DESY
Photon Science, Hamburg
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The electronic and magnetic properties of clusters tend to change
strongly depending on size and composition of the clusters. This
change is of great interest both in fundamental and applied research.
Here we investigate clusters of 3d metal alloys produced by high energy
sputtering. A magnetic field is used to separate the clusters depending
on their mass-to-charge ratio. Pure Fe and V adatoms, Fez 3 and V2 as
well as V1 Fe; clusters, deposited onto a Cu(100) surface were studied

using XMCD. The magnetic XMCD signal was obtained by switching
an external magnetic field (£7 T) and scanning the Lo 3 edges with
circular polarized light at the P04 beamline at PETRA III, DESY. To
avoid fragmentation or implantation of the clusters into the substrate,
the deposition was carried out by using a soft landing scheme. This
work is supported by the DFG in the framework of the SFB 668.

O 5: Dynamics of Molecules on Surfaces

Time: Monday 10:30-12:00

O 5.1 Mon 10:30 S053
Electric field driven chemical reaction of single molecules
by Scanning Tunneling Microscopy — eToMasz MicaNowicz!,
BoapaNa Borcal, VErRena ScuenDiEL!, Ivan PenTEGOV!, UL-
RIKE KraFT!, HaGEN Krauk!, PETER WaHL!2, UTa ScuLIcKUM!,
and KLaus Kern'3 — I Max-Planck-Institut fiir Festkérperforschung,
Heisenbergstrafe 1, 70569 Stuttgart, Germany — 2University of St
Andrews, School of Physics and Astronomy, KY16 9SS St Andrews,
UK — 3Ecole Polytechnique Fédérale de Lausanne, 1015 Lausanne,

Switzerland

Scanning Tunneling Microscopy allows the manipulation of individ-
ual organic molecules by various kinds of stimuli, for example tun-
neling current, electric field or precise mechanical interaction. Here
we present a study of chemical bond formation of individual organic
molecules, tetracenothiophene (TCT), to the copper (111) surface by
making use of the electric field present between tip and surface. Ramp-
ing the bias voltage, while positioning the tip apex precisely above the
thiophene group, results in a change of the molecule’s topographic ap-
pearance, which we attribute to the breaking of the thiophene group
and a chemical bond formation to the copper surface atoms. The
threshold voltage, that has to be overcome in order to trigger the
reaction, depends linearly on the tip-molecule distance. This is a char-
acteristic behaviour for electric field driven processes. In addition,
we measured the single molecule’s conductance of about 0.14 Go for
molecules before reaction and 0.21 Gg for molecules after reaction (Go:
quantum of conductance).

O 5.2 Mon 10:45 S053
Simultaneous AFM/STM study of chirality and on-surface
chemistry of Dibenzo[7]helicene deposited on Ag(111l) —
eOLEKSANDER STETsOvycH!, MARTIN Svec!, JarRosLAv VACEK?Z,
JANA VACEK-CHOcHOLOUsOVAZ, IRENA STARAZ, ANDREJ JANCARIKZ,
Jir1 RyBacek?, PaveL JeLiNek!, and Ivo Stary? — !Institute of
Physics AS CR, Prague, CZ — 2Institute of Organic Chemistry and
Biochemistry AS CR, Prague, CZ

High-resolution AFM images of single molecules brought completely
new perspectives in investigation of chemical processes on surfaces.
Here we investigated on-surface chemistry of Dibenzo[7]helicene de-
posited on Ag(111). Annealing above 100C has induced a [4+2] Diels-
Alder cycloaddition reaction, which has initiated complex chemical
processes on the surface. We have been able to identify an intermedi-
ate step and two final products by means of simultaneous AFM/STM
measurements with Xe-tip. The intermediate products form complex
chiral structures (dimers, trimers and tetramers). To understand the
origin of a chiral orientation, we investigated both the racemic mixture
and pure (+)-(P) enantiomer of helicene molecules deposited on the
Ag(111) surface. We have found that the chiral orientation of the indi-
vidual molecules as well as their complexes is driven both by chirality
of helicene molecules initially deposited on the surface and annealing
conditions. We have demonstrated for the first time a chemical control
over the final enantiofacial adsorption of non-chiral molecules on the
non-chiral metal surface that has resulted in a global mirror-symmetry
breaking.

0 5.3 Mon 11:00 S053
Interaction of a Self-assembled Ionic Liquid Adlayer with
Graphite(0001) and Reaction with Coadsorbed Lithium
— eFLorIAN BucHNER!, KATRIN FORSTER-TONIGOLD!, MARAL
BozoRGCHENANI?, AXEL Gross!3, and R. JUrcEN Beamb2 —
IHelmholtz Institute Ulm (HIU) Electrochemical Energy Storage, D-
89081 Ulm, Germany — 2Ulm University, Institute of Surface Chem-
istry and Catalysis, D-89069 Ulm, Germany — 3Ulm University, In-
stitute of Theoretical Chemistry, D-89069 Ulm, Germany
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The ionic liquid 1-butyl-1-methylpyrrolidinium  bis(trifluoro-
methylsulfonyl)imide [BMP][TFSA] is a promising solvent/electrolyte
for Li-ion batteries. In this model study we investigated the inter-
action of (sub-)monolayers of [BMP][TFSA]| with a frequently used
anode material as graphite(0001) under ultrahigh vacuum (UHV) con-
ditions. Scanning tunneling microscopy (STM), X-ray photoelectron
spectroscopy (XPS) and dispersion corrected density functional theory
(DFT-D) calculations were employed. After vapor deposition at 300
K and subsequent cool-down to 100 K the STM measurements reveal
an ordered (2D) crystalline phase. The row-like adsorption structure
is determined by anions and cations which are alternatingly aligned.
DFT-D calculations predict that adsorbate-substrate interactions are
dispersion interactions, and adsorbate-adsorbate interactions between
the ion pairs are equally composed of electrostatic and dispersion
interactions. In addition, to mimic an electrolyte, Li was stepwise
post-deposited. Subsequent XPS measurements reveal decomposition
products of [BMP|[TFSA] like LiF, LisS, and LiNs.

O 5.4 Mon 11:15 S053
Direct Observation of Photo-Induced Tautomerization in
Single Porphycene Molecules at a Metal Surface
eHANNES BockMaNN!, SHUYI Livl, JonANNES MIELKE!, SYLVESTER
GawINKOWSKI®, JACEK WALUK®%, LEONHARD GRILL}'2, MARTIN
WoLr!, and Takasur Kumacarl — 1FHI of the MPG, Berlin, Ger-
many — 2University of Graz, Graz, Austria — 3Polish Academy of
Sciences, Warsaw, Poland — “Cardinal Stefan Wyszytiski University,
Warsaw, Poland

Molecular switches are of fundamental importance in nature, and pho-
toexcitation is an important stimulus to selectively drive the switching
process. However, the local dynamics of these molecules remain far
from being completely understood at the single-molecule level. Here we
report the direct observation of photo-induced tautomerization in sin-
gle porphycene molecules on a Cu(111) surface using a combination of
LT STM and laser excitation in the near-IR to UV regime. It is found
that the thermodynamically stable trans porphycene is converted to
the metastable cis form in a unidirectional fashion by photoirradia-
tion. The wavelength dependence of the tautomerization cross section
exhibits a steep onset around 2 €V that corresponds to the energy of
the d-band edge of the Cu substrate, indicating a surface mediated
excitation mechanism. Additionally, a giant isotope effect (about 100)
is observed upon substitution with deuterium. Furthermore, we exam-
ined the influence of the local environment on the tautomerization by
varying the intermolecular interactions via the molecular density and
found a decrease in the cross section at high coverage.

O 5.5 Mon 11:30 S053
Vibrationally induced hydrogen-atom transfer in a single por-
phycene molecule on Cu(110) — eSnuvi Liv!, DeLroy Baucnu!,
XUNHUA ZHAO!, SYLWESTER GAWINKOWSKIZ?, JACEK WALUKZ2, and
Takasur Kumacarl — lFritz-Haber Institute, Berlin, Germany —
2Polish Academy of Sciences, Warsaw, Poland

In this talk we present results on the tautomerization of a single por-
phycene molecules on Cu(110) induced by vibrational excitation via
inelastic electron tunneling using an STM. The cis-cis tautomerization
was investigated by STS and STM Action Spectroscopy (STM-AS) [1].
STM-AS spectra show steep increases at certain bias voltages, and
also exhibits a clear isotope effect when deuterium is substituted for
the transferring H-atoms, revealing a vibrationally mediated process.
These results indicate excitation of skeletal motion of porphycene plays
a crucial role in the reaction. DFT calculations suggest the excited
skeletal vibrational mode and N-H(D) stretching transfers energy to
the reaction coordinate mode(s) via the anharmonic couplings within
the molecule. We also found that the N-H stretching vibration exhibits
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a noticeable broadening which may be rationalized by strong the an-
harmonicity of the mode potential that results from the H-bond. Our
approach provides a microscopic insight into the electron-vibrational
coupling within a single molecule and how it can trigger a chemical
reaction. [1] T.K. Prog. Surf. Sci. 90, 239 (2015).

O 5.6 Mon 11:45 S053
Force-induced tautomerization in a single molecule — eJANINA
N. LapentHiN!, THoMAS FREDERIKSEN?3, MaTs PERssoN?, Syr-
WESTER GAWINKOWSKI®, JACEK WALUK®, and Takasur Kumacar®
1Department of Physical Chemistry, Fritz-Haber Institute of the Max-

Planck Society, Berlin, Germany. — 2Donostia International Physics
Center, San Sebastian, Spain. — 3IKERBASQUE, Basque Foundation
for Science, Bilbao, Spain. — 4Surface Science Research Centre and

Department of Chemistry, University of Liverpool, UK. — ®Institute
of Physical Chemistry, Polish Academy of Sciences, Warsaw, Poland.

Chemical reactions can be activated by heat, electric or light energy.

Force is another way but the fundamental process of mechanical activa-
tion is much less studied. Force-induced bond breaking and formation
are the elementary steps in mechanochemical reactions. However, it
remains poorly understood at the single-molecule level. In the talk, we
present the force-induced intramolecular H-atom transfer (tautomer-
ization) in a single porphycene molecule on the Cu(110) surface at 5 K
using nc-AFM. Porphycene is an intriguing model system for studies
of tautomerization [1]. Force spectroscopy was employed to quantify
the force needed to trigger the cis-cis tautomerization, revealing a few
hundred pN. It was also found that the tautomerization cannot be
induced with a Xe-terminated tip, indicating the importance of chem-
ical forces. Furthermore, DFT calculations elucidated the atomistic
mechanism behind the force-induced tautomerization.

[1] T. Kumagai et al. PRL 111, 246101 (2013); T. Kumagai et al.
Nature Chem. 6, 41 (2014); T. Kumagai, Prog. Surf. Sci. 90, 239
(2015).

O 6: Tribology

Time: Monday 12:00-13:15

Invited Talk O 6.1 Mon 12:00 S053
The surface science of friction: How molecular films affect
sliding and plowing — eRoLAaND BENNEWITZ — INM - Leibniz In-
stitute for New Materials, Saarbriicken, Germany

Two key mechanisms of friction are sliding and plowing. In sliding, ad-
hesive forces between the contacting surfaces lead to friction, in plow-
ing the plastic deformation of the surface. We have studied the role
of the molecular structure at the interface in sliding and plowing by
friction force microscopy. Results will be presented for plowing friction
in a platinum crystal covered by a graphene layer [1]. Adhesive sliding
friction can be controlled by macromolecular functionalization of the
surfaces [2]. Finally, we will discuss the dynamic shear properties of
liquids which exhibit a molecular layering when confined in the sliding
contact [3].

[1] Klemenz, A., et al., Atomic Scale Mechanisms of Friction Re-
duction and Wear Protection by Graphene. Nano Letters, 2014, 14,
7145-7152.

[2] Blass, J., et al.,, Dynamic effects in friction and adhesion
through cooperative rupture and formation of supramolecular bonds.
Nanoscale, 2015, 7, 7674-7681.

[3] Krass, M.-D., et al.,, Dynamic shear force microscopy of
nanometer-confined hexadecane layers. J. Phys.: Condens. Matter,
2016.

O 6.2 Mon 12:30 S053
From Static to Sliding Friction: Universal Ageing Law de-
scribes Sliding of Metallic Nanoparticles — MIicHAEL FELD-
MANN, eDIrRK DIETZEL, and ANDRE SCHIRMEISEN — Institute of Ap-
plied Physics, Justus Liebig University, Giessen, Germany

Everyday experience teaches us that static and sliding friction are very
distinct phenomena: High forces are usually required to initiate sliding,
while maintaining a sliding motion causes much less effort. Theoreti-
cians, however, usually link such dynamic friction effects to a common
mechanism referred to as contact ageing. While the existence of con-
tact ageing is widely acknowledged (e.g. within rate and state theo-
ries) the fundamental processes on the nanoscale are much less clear.
Here we will present nanomanipulation experiments of Sb particles on
HOPG that will establish a clear correlation between static friction,
sliding friction and contact ageing. By analyzing sliding instabilities
(i.e. stick slip motion) it is found, that a universal ageing law based
on nanorelaxations at the interface is applicable over 6 magnitudes of
time and ultimately makes the distinction between static and sliding
friction irrelevant.

0 6.3 Mon 12:45 S053
Investingating the transition between stick-slip and smooth
sliding with Intermodulation Friction Force Microscopy —
ePER-ANDERS THOREN!, ASTRID DE W1IN2, RiccARDO BORGANI!,

DaNIEL ForcHHEIMER!', and Davip HaviLanp! — !Nanostructure
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Physics, Royal Institute of Technology, Stockholm, Sweden —
2Department of Physics, Stockholm University, Stockholm, Sweden

Friction is a complicated phenomenon involving nonlinear dynamics at
different scales. The origin of friction is poorly understood, due in part
to a lack of methods measuring the force acting on nanometer-scale as-
perities sliding at velocity of order cm/s. Dispite enormous advances
in experimental technique this combination of small length scale and
high velocity remained illusive. We present a technique for measur-
ing the velocity-dependence of frictional forces on a single asperity
(an AFM tip) reaching velocities up to several cm/s. The method is
based on the measurement and analysis of intermodulation products,
or frequency mixing of multiple drive tones near a high Q torsional
resonance that arise from the nonlinear frictional force. The method
gives the oscillation amplitude dependence of both conservative and
dissipative dynamic force quadratures, revealing a transition between
stick-slip and smooth sliding that is characteristic of friction at high
speeds. We can explain the measurements with a modified Prandtl-
Tomlinson model that accounts for the viscous and elastic nature of
the asperity. With its high force sensitivity for small sliding ampli-
tude, our method enables rapid and detailed surface mapping of the
full velocity-dependence of frictional forces to sub 10 nm spatial reso-
lution.

O 6.4 Mon 13:00 S053
Fundamental Surface-Analytical Investigations in Tribology:
the Challenges of Studying Phenomena at Sliding Inter-
faces — eFiLipPo MaNcoLini', Nirva N. Gosvami?, J. BRAN-
poN McCriMon3, MEDARD Kosuican?, James HILBERT?, JAsoN A.
Bares2:%, Davia G. YaBLonN®?, JULIEN FonTAaINE?, and RoBERT W.
CarpPick? — 1School of Mech. Eng., University of Leeds, UK — 2Dep.
of Mech. Eng. and App. Mech., University of Pennsylvania, USA —
3Dep. of Mat. Sci. and Eng., University of Pennsylvania, USA —
4LTDS, Ecole Centrale de Lyon, France — ®SurfaceChar LLC, USA
— 6BorgWarner Powertrain Technical Center, Auburn Hills, USA

Tribology is the study of interacting surfaces in relative motion and
the resulting phenomena of friction, lubrication, and wear. The ratio-
nal design and synthesis of new, modified, and improved materials and
lubricants, which can reduce energy and resource consumption in tri-
bological applications, relies on the understanding of the phenomena
occurring at sliding interfaces and controlling the observed tribologi-
cal performance. A key step in the development of this understanding
lies in applying advanced surface-analytical methods to the study of
tribological materials and interfaces. In this talk, I will present recent
experimental results focusing on fundamental surface-analytical inves-
tigations of: a) the thermally-induced structural transformations oc-
curring in the near-surface region of a class of solid lubricants, namely
amorphous carbon-based materials; and b) the growth of reaction lay-
ers formed by antiwear additives used in automotive engine lubricants,
gear oils, and greases.
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O 7: Graphene I: Structure and Dynamics

Time: Monday 10:30-13:30

O 7.1 Mon 10:30 H24
The electronic structure of graphene superlattices revisited
— ePiLkwanGg Kim! and Cueor-Hwan Park? — !Department of
Physics and Astronomy, Seoul National University, Seoul, Korea —
?Department of Physics and Astronomy, Seoul National University,
Seoul, Korea

We present the calculated electronic structure of graphene superlat-
tices, which are graphenes under lateral, periodic potential. Previ-
ous studies on a graphene superlattice [1-3] have reported anisotropic
group velocity renormalization, emergence of new zero-energy points,
conductance resonance, etc. However, several features manifested in
the electronic structure obtained from our numerical calculations, e.g.,
the movement of the Dirac points in momentum space, cannot be ex-
plained by the theories introduced in those studies. In this presen-
tation, we discuss the reason why there are features in the electronic
structure of graphene superlattices that were not captured by previous
theories. We also discuss electronic structure obtained by using first-
and higher-order perturbation calculations.

1.Park, C.-H., Yang, L., Son, Y.-W., Cohen, M. L. & Louie, S. G.
New generation of massless Dirac fermions in graphene under external
periodic potentials. Phys. Rev. Lett. 101, 126804 (2008). 2.Barbier,
M., Vasilopoulos, P. & Peeters, F. M. Dirac electrons in a Kronig-
Penney potential: Dispersion relation and transmission periodic in the
strength of the barriers. Phys. Rev. B 80, 205415 (2009). 3.Brey,
L. & Fertig, H. A. Emerging Zero Modes for Graphene in a Periodic
Potential. Phys. Rev. Lett. 103, 046809 (2009).

O 7.2 Mon 10:45 H24
Confinement effects in quasiparticle interference on epitaxial
graphene nanoflakes — eJuLia Trscu!, PaiLipp LeIcHT!, FELIX
BLUMENSCHEIN', ToMas LOFWANDER?, Luca GRAGNANIELLO', and
MikHAIL Fonin! — 1Universitit Konstanz, Konstanz, Germany —
2Chalmers University of Technology, Géteborg, Sweden

In the search for suitable materials to be used in nanoscale electronic
devices, graphene quantum dots, ribbons and flakes have attracted
increased attention amongst researchers, as they allow for a combina-
tion of graphene’s linear electronic dispersion relation with interesting
physical phenomena arising from the size quantization of the struc-
tures.

We present a comprehensive study of epitaxial graphene nanoflakes
on noble metal surfaces by means of low-temperature scanning tunel-
ing microscopy and spectroscopy. The analysis of quasiparticle inter-
ference patterns produced by elastic scattering at defects allows for a
clear identification of graphene-related contributions visible as ringlike
inter- and intravalley features within the Fourier transform images [1].
Lateral electronic confinement within these elongated flakes gives rise
to additional scattering intensity related to transitions between the
flake’s transverse modes [2|. Additionally, we discuss the influence of
edge configuration, lattice symmetry breaking and quasiparticle life-
time on the scattering, by comparison of the experimental results with
tight-binding calculations of realistic graphene nanoflakes.

[1] P. Leicht et al., ACS Nano 8, 3735 (2014); [2] A. Bergvall et al.,
Phys. Rev. B 87, 205431 (2013).

O 7.3 Mon 11:00 H24
Electron interference in ballistic graphene nanoconstric-
tions — eJoHANNES APROJANZ!, JENS BARINGHAUS!, MIKKEL
SETTNES?, STEPHEN PowER?2, ANTI-PEKKA JAUHOZ?, and CHRISTOPH
TeGENKAMP! — !Leibniz Universitit Hannover, Institut fiir Festkor-
perphysik, 30167 Hannover, Germany — 2Technical University of Den-
mark, DTU Nanotech, Center for Nanostructured Graphene (CNG),
2800 Kgs. Lyngby, Denmark

Graphene nanoconstrictions (GNCs) are a central building block of fu-
ture carbon electronic devices. However, the synthesis of constrictions
with well-defined edges is challenging. Here, we use the tip of a scan-
ning tunneling microscope (STM) for the local etching of graphene,
which allows to define GNCs with variable dimensions of down to 1 nm.
The GNCs are etched into fully ballistic graphene nanoribbons hosted
on the sidewalls of SiC mesa structures [1]. Due to the highly precise
etching technique as well as the exceptional electronic quality of the
graphene (e.g. mean free path > 10 pm), this system is ideal to study
coherent transport phenomena. Therefore, the transport characteris-
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tics of constrictions with various dimensions are recorded by means of
a variable temperature 4-tip-STM. Electron interference at the abrupt
graphene interfaces gives rise to characteristic conductance peaks and
transport gaps. Their appearance is described by a tight-binding and
recursive Green’s function approach which especially highlights the
robustness of the resonances features against temperature as well as
disorder.

[1] Baringhaus et al., Nature 506, 349 (2014)

O 74 Mon 11:15 H24
Graphene on Ru(0001) as a playground for the studies of
the graphene-metal interaction — ELENA VoLosHINA!, NIKOLAI
BerpuNov?, and eYurly Depkov?3 — 'HU Berlin, Germany —
2SPECS GmbH, Germany — 3IHP Frankfurt (Oder), Germany

We employ a combination of surface science methods (ARPES,
STM/STS, AFM) and DFT calculations for the studies of the lattice
mismatched graphene-Ru interface. Our results demonstrate a site-
selective interaction (strong vs weak) between graphene and metal in
the moiré lattice. In these studies we show that graphene-hills in this
structure can be used as an array of electro-mechanical elastic nano-
resonantors with very high resonance frequency (in the THz range).
On the next step we modify the graphene-Ru interaction via inter-
calation. Here the scanning probe microscopy and spectroscopy were
used to study the crystallographic structure and electronic properties
of the uniform free-standing graphene layers obtained by intercalation
of oxygen monolayer in the strongly bonded graphene/Ru(0001) in-
terface. Spectroscopic data show that such graphene layer is heavily
p-doped with the Dirac point located at 552 meV above the Fermi level,
that corroborates our ARPES data. Experimental data are understood
within DFT and the observed effects are in good agreement with the
theoretical data.

Invited Talk O 75 Mon 11:30 H24
Direct view on non-equilibrium carriers in graphene with
time-resolved ARPES — elsaBeELLA GIERzZ — Max Planck Insti-
tute for the Structure and Dynamics of Matter, Hamburg, Germany

The linear band structure of graphene bares great potential for op-
toelectronic applications ranging from Terahertz lasing to efficient
light harvesting. We explore the response of the Dirac carriers in
lightly hole-doped epitaxial graphene samples to three different ex-
citation schemes: interband transitions for Aiwpump > 2fte, free car-
rier absorption for Awpump < 2pe, and resonant phonon excitation
for Awpump = 200 meV. Time- and angle-resolved photoemission spec-
troscopy (tr-ARPES) allows us to map the transient population of the
Dirac cone in momentum space over a large energy window of several
electron Volts down to arbitrarily small excitation energies.

We find a short-lived population-inverted state for interband excita-
tion [1], a simple metallic relaxation behaviour for free carrier absorp-
tion [1], and indications for a transient enhancement of the electron-
phonon coupling constant when resonantly driving the in-plane phonon
in bilayer graphene [2]|. Furthermore, by improving the temporal res-
olution to ~10fs, we were able to identify impact ionization as the
primary thermalization channel within the first ~25fs [3].

[1] Gierz et al., Nature Materials 12, 1119 (2013)

[2] Gierz et al., PRL 114, 125503 (2015)

[3] Gierz et al., PRL 115, 086803 (2015)

O 7.6 Mon 12:00 H24
Electronic properties of ytterbium interaction with graphene
on Ir(111) — HenDRIK ViTal, STEFAN BoTTCHERZ, and KARSTEN
Horn! — lFritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin,
Germany — 2SPECS Surface Nano Analysis GmbH, Berlin, Germany

The intercalation of metals in between graphene monolayers and a sub-
strate is interesting from several points of view, for example in order
to understand the effect of symmetry lowering in the interaction of
the metal states with the specific graphene 7w bands in the region of
the “Dirac cone”. Here we present a study of the intercalation of a
rare earth metal, Yb, in between graphene and Ir(111). Ytterbium
exhibits an s-type valence band, making it possible to compare the
electronic structure to the widely studied cases of alkali metals used
as intercalates in graphene intercalation compounds. Using core level
spectroscopy we follow the deposition of Yb and the evolution of the
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intercalated phase. LEED studies show that the structural arrange-
ment of the intercalated Yb thin film leads to a (v/3 x v/3)R30° phase.
Angle-resolved photoemission reveals that the interaction between the
metal states and the graphene 7 band near the K point induces an ex-
tremely strong n-type doping. Hybridization-induced band gaps open
in the 7 band at binding energies of 0.3 eV and 1.6 eV due to the inter-
action with the strongly localized metal 4 f states. We compare our
data with other weakly and strongly interacting intercalated metal
layers.

O 7.7 Mon 12:15 H24
Plasma-assisted CVD graphene synthesis and characteriza-
tion on nickel substrates — eParriciA Popr-GHE, Lisa KrUcCk-
EMEIER, NicoLAs WOHRL, and VOLKER Buck — Faculty of Physics
and CENIDE, University of Duisburg-Essen, Lotharstr, 1, 47057 Duis-
burg, Germany

This work presents the synthesis of graphene by plasma-assisted chem-
ical vapour deposition on polycrystalline nickel foils. It is initiated by
the comparison of the mechanisms in CVD and plasma-assisted CVD
on a nickel substrate and focusses on the development of a growth
model for both sides of the substrate within the experimental results.
In detail, the differences in graphene growth at the front and at the
back side of the substrate are investigated and correlated to specific
influence factors. It is shown that growth mode as well as expansion
and quality of graphene sheets can be adjusted by process tempera-
ture and time respectively since carbon solubility and diffusion in nickel
both hold strong temperature and time dependencies. The strong time
dependance of graphene growth is further indicative of a reconstruc-
tional nature of graphene formation, which is further discussed in the
developed growth model. In addition the influence of the substrate
is investigated by comparing results from graphene growth on poly-
crystalline nickel foils and nickel single crystal(111) substrates, as well
as graphene on nickel (synthesized graphene) and silicon dioxide sub-
strates (transferred graphene). Raman mappings are demonstrated to
confirm the quality of the synthesized graphene.

O 7.8 Mon 12:30 H24
Determination of the optical constants of graphene at the
carbon K-edge by transmission spectroscopy — eCHRISTINE
Jansing!, Hans-CHRisSTOPH MERTINS!, ANDREAS Gauppl, AN-
DREY SOKOLOVZ, MARKUs GILBERT!, ANDREAS ScHUMMER!, Hup
WaHAB?, HEiko TimMERs®, Suk-Ho Cuor?, and DoMIiNik LecuTt?®
— IMiinster University of Applied Sciences, Stegerwaldstr. 39, D-
48565 Steinfurt — 2HZB, Albert Einstein Str. 15, D-12489 Berlin —
3University of New South Wales, Canberra, ACT 2600, Australia —
4Kyung Hee University, Yongin 446-701, Korea — 5IT4Innovations
Center, VSB-Technical University of Ostrava, CZ-708 33 Ostrava,
Czech Republic

The transmission of linearly polarized synchrotron radiation through
quasi-free-standing graphene, supported by a Si3N4-membrane, has
been measured across the carbon K-edge. From the measured absorp-
tion spectrum, that represents the imaginary part, the real part of the
refractive index has been extracted via a Kramers-Kronig transforma-
tion. Based on these detailed optical parameters, reflection spectra
have been simulated for linearly polarized soft x-ray light incident on
graphene-metal systems. Importantly, the simulations include the in-
terference of light reflected from graphene and from light reflected from
the metallic substrate, respectively. In addition the optical constants
are compared to the ones obtained by various density function theory
calculations using single-electron framework as well as the more com-
plex many-body approaches to the electronic structure of free-standing
graphene.

O 7.9 Mon 12:45 H24
Origins of contact resistance in graphene-metal edge-contacts
— eBERNHARD KRETz!, CHRISTIAN S@NDERGAARD PEDERSENZ,
DANIELE STRADIZ, ARAN GARrcia-LEkUE!3, and MADs BRANDBYGE?
— 1Donostia International Physics Center, E-20018 San Sebastian,
Spain — 2Center for Nanostructured Graphene, DTU Nanotech,

Tech. Uni. of Denmark, DK-2800 Kongens Lyngby, Denmark —
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3SIKERBASQUE, Basque Foundation for Science, E-48013 Bilbao,
Spain
The transport properties of graphene-metal contacts play an important
role in the design of graphene-based devices. Recent studies demon-
strate the advantages of the edge-contact geometry over conventional
surface contacts.[1,2] However, significantly different conclusions are
reached regarding the influence of the metal on the conductance prop-
erties of edge-contacts: while simulations indicate that the contact
resistance is of the same order of magnitude for different metals,|2]
experiments reveal a strong metal-dependence.|[1] The possible origins
of these discrepancies are explored by studying the transport prop-
erties of graphene edge-contacts with different metals, different edge
conformations, terminations and adsorption distances. We employ a
density functional theory (DFT) based non-equilibrium Green-function
(NEGF) approach, using the TranSIESTA code. Our results will offer
insights towards a better understanding of the conductance properties
of graphene-metal contacts deviating from ideal interfaces.

[1] Wang et al. Science 342, 2013; Chu et al. ACS Nano 8, 2014

[2] Matsuda et al., J. Phys. Chem. C 114, 2010

O 7.10 Mon 13:00 H24
Magnetically confined quantum dots in graphene revealed
by scanning tunneling spectroscopy — eNiLs Freirac!, Pe-
TER NEMEs-INczE!, Larisa Cnizova?, CoLin R. Woobps®, Ro-
MAN V. GorBacHEV3, YaNGg Cao3, ANDRE K. GEmm3, KosTya S.
NovoseLov3, FLoriaN Lisiscu?, and MARKUS MORGENSTERN! —
HI. Institute of Physics B, RWTH Aachen, Otto-Blumenthal Street,
52074 Aachen, Germany — 2Institute for Theoretical Physics, Vienna
University of Technology, Wiedner Hauptstrafte 8-10, 1040 Vienna,
Austria — 3School of Physics & Astronomy, University of Manchester,
Manchester, United Kingdom

Confining graphene’s chiral massless charge carriers by carving out
nano-structures to circumvent Klein-tunneling suffers from disordered
edges, impeding the control of the quasi-relativistic particles. Here,
we use the electrostatic potential of an STM tip in combination with
an homogeneous magnetic field to confine electrons in graphene with-
out edges[1]. The confinement becomes visible as a fourfold charging
sequence at B>2T, as expected from valley and spin degeneracy. Up
to 40 charging peaks are observed in the hole and electron sector with
charging energies of 5-10meV. Characteristic spatial charging patterns
created by potential modulations of the commensurate G on BN are
found|2].

[1] G. Giavaras and F. Nori, PRB 85, 165446 (2012)

[2] C. R. Woods et al., Nat. Phys. 10(6), 451-456 (2014)

O 7.11 Mon 13:15 H24
Controling intramolecular Hydrogen-transfer by Gate-
tunable STM — eSual ManceL!, CHrisTIAN DETTE!, KATHA-
RINA Poryupov!, PauL Punke!, Roerro Urcuvo!, MARKO
BurcHArD!, Soon Junc Junc!, and Kraus Kern!'2 — 1Max-

Planck-Institute for Solid State Research, D-70569 Stuttgart — 2Ecole
Polytechnique Fédérale de Lausanne, 1015 Lausanne, Switzerland

The atomic level control of the electron transport has important ad-
vantages for many applications, such as molecular electronics, solar
cells and sensors. Electron transport properties can be controlled by
the intramolecular reaction which reshape the electronic configuration
without any significant change in the conformation. The STM-induced
tautomerization, i.e the interconversion between two isomers due to the
migration of Hydrogen, was observed in the form of telegraphic noise.
Several methods to control the intramolecular Hydrogen-transfer by
changing the chemical environment of the molecule have been devel-
oped, such as locating adatoms or introducing defects. However, these
affect the molecules only in the nm range. In this work, using the gate-
tunable STM, we demonstrate a global control of the chemical envi-
ronment of the substrate which results in the changing of the switching
rate of the Hydrogen-transfer. The system we have used is a molecular
network of phthalocyanine on graphene. Understanding and control-
ling the influence of the field-effect on the molecules, will be crucial for
the construction of future molecular devices for energy and information
usages.
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O 8: Surface State Spectroscopy |

Time: Monday 10:30-13:00

O 81 Mon 10:30 H4
One-step theory of two-photon photoemission — eJURGEN
Braun!, Roman Rauscu?, MicHAEL PorTHoFF2, JAN MINAR!, and
Huserr EBERT! — 'LMU Miinchen — 2Universitét Hamburg

A general theoretical framework for the description of pump-probe
photoemission is presented. The approach is based on a general for-
mulation using the Keldysh formalism for the lesser Green function to
describe the real-time evolution of the electronic degrees of freedom in
the initial state after a strong pump pulse that drives the system out
of equilibrium. The final state is represented by a time-reversed low-
energy electron diffraction (LEED) state. The formalism allows for a
quantitative calculation of the time-dependent photocurrent that re-
sults from core or valence-band excitations, and is applicable to simple
metals or more complex materials like topological insulators. Our ap-
proach covers as a special case the two-photon photoemission (2PPE)
scenario where both the pump-pulse and the probe pulse are weak
in intensity. We present as a first application of our fully relativistic
implementation within the Munich SPR-KKR package [2] calculated
2PPE spectra from Ag(100), where the first image state serves as in-
termediate state to probe the occupied bandstructure below the Fermi
level [3].

1. J. Braun, R. Rausch, M. Potthoff, J. Minar, H. Ebert, Phys. Rev.
B 91, 035119 (2014)

2. H. Ebert et al., The Munich SPR-KKR package, version 6.3,
http://olymp.cup.uni-muenchen.de/ak/ebert /SPRKKR (2012)

3. J. Braun, R. Rausch, M. Potthoff, J. Minar, H. Ebert, submitted

0 8.2 Mon 10:45 H4

Tempereture dependent one-step model of ARPES: effects
of spinfluctuations and phonons — eJan MiNarRD2, SERGEY
MaNKovsky!, JURGEN Braun', and HuBerr EBerr! — 'LMU
Miinchen, Germany — 2University of West Bohemia, Plzen, Czech
Rep.

Various technical developments widened the potential of angle-resolved
photo-emission (ARPES) tremendously during the last one or two
decades. In particular improved momentum, energy and spin resolu-
tion as well as the use of photon energies from few €V up to several keV
makes ARPES a rather unique tool to investigate the electronic prop-
erties of solids and surfaces. Here, we present a generalization of the
state of the art description of the photoemisison process, the so called
one-step model that describes excitation, transport to the surface and
escape into the vacuum in a coherent way. In particular, we present
an theoretical description of the temperature dependent ARPES with
the emphasis on spin fluctuations. Effects of finite temperatures are
included by the so called alloy analogy model (based on the coherent
potential approximation) which allows to describe uncorelated lattice
vibrations in combination with spin fluctuations on the same footing.

Invited Talk O 8.3 Mon 11:00 H4
Momentum Microscopy with Time-of-Flight Analysis and
Spin Filtering: Direct Imaging of k-Space Objects and Spin
Textures — eGERD SCHONHENSE — Institut fiir Physik, Johannes
Gutenberg-Universitat, 55128 Mainz, Germany

Momentum microscopy has recently set impressive benchmarks, in par-
ticular in combination with an imaging spin filter [1]. In Mainz we
develop a modified approach based on time-of-flight parallel energy
detection instead of dispersive analyzers [2]. A fast delay-line detec-
tor (> 5 Mcps, 150 ps resolution) provides 3D data recording. The
state of development and first scientific results will be reported. The
spin-filtered mode was explored at BESSY II (U125-2 NIM) for deter-
mination of P(Epg ks ,ky) spin textures with more than 10* data points
simultaneously. Surface and bulk bands of the topological ferroelectric
GeTe(111) show Rashba-type spin textures [3]. For W(110) three sur-
face bands with anomalous spin textures were found [4], one of which
has been studied before [5]. In the soft-X range (PETRA III, P04) we
observed sharp 3D band patterns with giant CDAD asymmetries for Ir
and W up to hv=1300eV at T=30K, with 10°-10¢ data voxels simulta-
neously. Variation of photon energy yielded I(Ep ka.ky, k-) datasets
for Fermi surface tomography. Strategies to utilize multibunch modes
are explored at MAXLAB (Lund, Sweden).
[1] Tusche et al., Ultramicroscopy DOI: 10.1016/j.ultramic.2015.03.020

(2015); [2] Schoenhense et al., JESRP 200 (2015) 94 ; [3] Elmers et
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al., this conf.; [4] Kutnyakhov et al., this conf.; [5] Miyamoto et al.,
PRL 108 (2012) 066808.

O 84 Mon 11:30 H4
Fast Band-Mapping in the Soft X-Ray Range Using ToF Mo-
mentum Microscopy — K. Mepisanik}2, O. FepcHENKO!, S.
Cuernovl!, D. Kurnvaknov!, B. ScudnueNse®, M. ErLcuta!, A.
OELsNER?, S. DASTER®, Y. AcreEMaNN®, T. Pemxoro®, P. Lurzf,
C.-H. M6, F. Remerr®, J. Viernauvs’, W. Wurtu®? H.J.
ELMERs!, and G. ScHONHENSE! — Institut fiir Physik, Uni-Mainz —
2MAX IV Lab., Lund, Sweden — 3Imperial College, London, UK —
4Surface Concept GmbH — °ETH Ziirich — SEP 7, Uni-Wuerzburg —
"DESY, Hamburg — 8CFEL, Uni-Hamburg — 9Desy Photon Science

We present the first results of time-of-flight k-microscopy [1] using soft
X-rays. The full 3D Brillouin zones of W and Ir were mapped at
beamline P04 of PETRA III between hv=300 and 1300eV. Parallel
acquisition of k-discs with 18,000 data points each and about 100 en-
ergies resulted in orders of magnitude higher speed and allowed us to
operate the monochromator down to its resolution limit of 40,000 at
1000eV. The band features are sharp up to 1300eV at T=30K. Trans-
fer of photon momentum manifests in the form of a rigid shift of the
ks ky-patterns and corresponding energy shift. The 40-bunch mode of
PETRA provides an ideal pulse period of 192 ns. In order to adapt the
ToF-microscope to multibunch conditions or to pump-probe conditions
with low-repetitive lasers, a fast electrostatic chopper is developed [2].

Funded by BMBF (05K13UM2, 05K13GU3)

[1] G.Schonhense et al., JESRP 200 (2015) 94-118; [2] A. Za-
porozhchenko et al., DPG 2016.

O 85 Mon 11:45 H4
The Adsorption Structure of Cobalt Tetraphenylporphyrin
on Ag(100) — eDANIEL WECHSLER, QURATULAIN TARIQ, MATTHIAS
Frankg, LiaNng ZHANG, HANS-PETER STEINRUCK, and OLE LYTKEN
— Lehrstuhl fiir Physikalische Chemie II, Universitat Erlangen-
Niirnberg, 91058 Erlangen, Egerlandstrafte 3, Germany

Knowledge about the adsorption structure of large organic molecules
on single-crystal surfaces is crucial to control how molecules self-
assemble on surfaces. We have studied the adsorption structure
of cobalt(II) 5,10,15,20-tetraphenylporphyrin (CoTPP) deposited on
Ag(100) with low energy electron diffraction (LEED), synchrotron-
radiation photoelectron spectroscopy (SRPES), X-ray standing wave
(XSW) and near edge X-ray absorption fine structure (NEXAFS). Dif-
ferences in the LEED patterns show a coverage-dependent unit cell
change. From SRPES, XSW and NEXAFS, we were able to determine
the atomic height with respect to the surface, the rotational angle of
the phenyl rings, and the distortion of the macrocycle. The project is
supported by the DFG through FOR 1878 (funCOS).

O 8.6 Mon 12:00 H4
Ab initio core-level spectroscopy for large systems: Com-
parison of ground-state density-functional based approxima-
tions — e GEORG S. MICHELITSCH, KATHARINA DILLER, REINHARD J.
MAURER, and KARSTEN REUTER — Technische Universitdt Miinchen

Core-level spectroscopy experiments such as Near-Edge X-Ray Absorp-
tion Fine-Structure (NEXAFS) allow to sensitively probe the elec-
tronic states of gas-phase and surface-adsorbate systems. Particu-
larly for surface-adsorbate systems the complexity of the experimental
signatures requires independent first-principles calculations for a re-
liable analysis. For corresponding system sizes, numerically efficient
core-level constraining approaches based on density-functional theory
(DFT) are presently the method of choice. Different flavors of this
approximate approach vary by different occupations of both the initial
core level and the final virtual orbital participating in the electron ex-
citation processes. We systematically benchmark these flavors against
experimental K-edge data from a library of organic compounds repre-
senting building blocks of organic adsorbates like benzene or porphine.
Assessing different DFT functionals, we generally find relative peak
positions in the near-edge region to already be well reproduced at the
semi-local level. With respect to the different flavors the transition po-
tential approach [1] consistently yields most reliable transition energies
and intensities.

[1] L. Triguero, L.G.M. Petterson, and H. Agren, Phys. Rev. B 58,
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O 8.7 Mon 12:15 HA4
Edge states at vacancy islands on pristine Ni(111) — eMAaRTIN
ScamiTt!, JEANNETTE KEMMER!, MAarTHIAS VoaT!, MATTHIAS
Bobe!, Mara Gurzeir?, PaoLo FErRrIaNI?, and STEFAN HEINZEZ
— 1Physikalisches Institut, Experimentelle Physik II, Universitét
Wiirzburg, Am Hubland, D-97074 Wiirzburg, Germany — 2Institut
fir Theoretische Physik und Astrophysik, Christian-Albrechts Univer-
sitat zu Kiel, Leibnizstr. 15, 24098 Kiel, Germany

Recently, the dispersion relations of surface electronic states of pris-
tine Ni(111) has been probed by quasiparticle interference (QPI) [1].
In agreement with earlier inverse photoemission experiments [2] an
exchange-split and upward dispersing Shockley-type sp-derived sur-
face state was observed. In a follow-up investigation we have stud-
ied the electronic properties of step edges surrounding hexagonally
shaped vacancy islands by means of low-temperature scanning tunnel-
ing spectroscopy. Our results indicate that A- or B-steps are markedly
different. While one type of step edge is essentially featureless, local
tunneling spectra measured on the other exhibit an additional peak.
By comparison with density functional theory calculations we discuss
if this peak can potentially be interpreted as a one-dimensional edge
state.

[1] A. Kronlein et al., Phys. Rev. B 89, 155413 (2014).

[2] M. Donath et al., Phys. Rev. Lett. 70, 2802 (1993).

O 8.8 Mon 12:30 HA4
Polaron driven structural reconstruction in Rutile TiO2(110)
— eMicHELE RETICccIOLI', XIANFENG HA02?, MARTIN SETVING, UL-
RIKE DieBoLD3, and CesaRe FraNcHINI! — !University of Vienna
— 2Yanshan University — 3Vienna University of Technology

The role of polarons in TiO2 is of key importance for understanding
the fundamental properties and functionalities of this material. In this
work we use density functional theory with an on-site Coulomb inter-
action U and molecular dynamics to study the formation and dynamics
of small polarons in the reduced rutile TiO2(110) surface. Our the-
oretical results are validated by a direct comparison with STM data.
We show that excess electrons donated by oxygen vacancies (Vo) form
small polarons preferentially in subsurface Ti sites, and that polarons
easily hop to neighboring sites in the subsurface and surface layers.

The polaron stability (in terms of the polaron formation energy) has
been examined as a function of Vo concentration (5.5%, 11%, 16.6%
and 22.2%) by adopting a large (9x2) supercell. It is found that po-
laron formation become more favorable by increasing Vo concentration
due to the lower energy cost to distort the lattice, which is needed to
provide the lattice with the necessary flexibility to host self-trapped
electrons. At high polaron concentration the polaron-polaron repul-
sion weakens this trend and drives the system towards an instability,
falling into a reconstruction of the surface. The polaron driven surface
reconstruction has been studied for two particular suggested struc-
tures, named TizO3-(1x2) and TioO-(1x2). Hence the convenience of
the reconstruction with respect to the thermodynamic conditions has
been clarified.

O 8.9 Mon 12:45 H4
Evidence for an extremely low-lying electron-hole excitation
mode in the Sb(111)-phonon dispersion measured by HAS —
ePaTrRICK KRAUS!, FLORIAN APOLLONER!, CHRISTIAN GOSWEINER!,
Grorcio BeNEDEK??, and WoLrcanc E. Ernst! — llnstitute
of Experimental Physics, Graz Univerity of Technology, Graz, Aus-
tria — 2Donostia International Physics Center (DIPC), San Sebas-
tian/Donostia, Spain — 3Dipartimiento di Scienza dei Materiali, Uni-
versita di Milano-Bicocca, Milano, Italy

The semimetal antimony (Sb) is an attractive candidate for study-
ing the properties of topological surfaces. Quite recently the surface
phonon dispersion curve of Sb(111) as well as the influences of electron-
phonon interactions were calculated using DFPT. However, there has
been a shortage of experimental data for comparison and verification of
the models used. Hence, measurements on antimony are long overdue.
As a surface sensitive technique, Helium Atom Scattering (HAS) allows
investigating elastic as well as inelastic phenomena associated with
structure and dynamics of the electronic corrugation slightly above
the Sb(111) surface. Besides confirming the expected surface phonon
dispersion curves, recent inelastic HAS measurements on Sb(111) re-
vealed multiple unexpected branches. One of them, lying completely
below the Rayleigh curve of the phonon dispersion with a maximum
energy at the K-point below 3*meV, can not be assigned to any known
feature up to now. The electronic peculiarities in the case of Sb(111)
can lead to the formation of defined electon-hole excitation branches
which may be detected via iHAS measurements.

O 9: Nanostructures at Surfaces |

Time: Monday 10:30-12:45

0 9.1 Mon 10:30 H6
Fabrication of nanostructures on thin organic layers by Fo-
cused Electron Beam Induced Processing — eMaRTIN DroST!,
FaN Tul, FLoriaAN VoLLNHALSY, IMRE SzENTIZ, JANOs KIss2?, HANs-
PeTER STEINRUCK!, and HUuBERTUS MARBACH! — 1Physik. Chemie
II, FAU Erlangen-Niirnberg, GER — 2MTA-SZTE Reaction Kin. and
Surf. Chem. Research Group, Un. of Szeged, HUN

Focused Electron Beam Induced Processing (FEBIP) comprises sev-
eral nanofabrication techniques in which a focused electron beam of
an electron microscope is used to modify the properties of adsorbed
precursor molecules or the substrate itself. We demonstrate that it
is possible to fabricate nanostructures using FEBIP with the precur-
sors Co(CO)3NO and Fe(CO)5, on Si(111) and TiO2(110), both pre-
covered with several layers of 2H-Tetraphenylporphyrin (2HTPP). At
room temperature, both pristine surfaces are catalytically active to-
wards the decomposition of Co(CO)3NO, leading to growth of a gran-
ular film, whereas EBID with Fe(CO)5 is selective. The catalytic ac-
tivity of the pristine surfaces towards decomposition of Co(CO)3NO
can be inhibited by a thin 2HTPP layer. On the corresponding or-
ganic interfaces it is possible to selectively fabricate nanostructures
using FEBIP, with both precursors. The deposits are characterized by
Scanning Electron Microscopy (SEM) and local Auger Electron Spec-
troscopy (AES). Supported by the DFG through grant MA 4246/1-2,
research unit FOR 1878/funCOS; COST Action CM1301; Excellence
Cluster EAM of the FAU Erlangen-Niirnberg.

0 9.2 Mon 10:45 H6
Nanostructures fabricated via Focused X-ray Beam Induced
Deposition (FXBID) — eFan Tu, MARTIN DRrost, FLORIAN
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VoOLLNHALS, ANDREAS SPATH, KRick CALDERON SANDRA, RAINER
H. Fink, Hans-PETER STEINRUCK, and HUBERTUS MARBACH —
Lehrstuhl fiir Physikalische Chemie II, Friedrich-Alexander Universitét
Erlangen-Niirnberg, Egerlandstr.3, D-91058, Erlangen, Germany

We will report the usage of a focused monochromatic X-ray beam for
the fabrication of nanostructures by the local dissociation of adsorbed
precursor molecules. A particular appealing aspect of monochromatic
X-rays is thereby the potential to selectively address certain atoms
and/or bonds within the precursor molecule and thus tuning the de-
composition process. It has been proposed that especially the Auger
decay process following the creation of a core hole by photoabsorption
causes the selective dissociation of different bonds [1]. The local X-ray
irradiation and the successive characterization were conducted at the
PolLux beamline at the Swiss light source with a scanning transmis-
sion X-ray microscope (STXM). X-ray energy dependent deposition of
Cobalt and Manganese carbonyl precursors will be investigated. The
Chemical composition and the deposition yield were characterized by
in-situ X-ray adsorption spectroscopy (XAS) in the STXM instrument.

Supported by the DFG via grant MA 4246/1-2, MA 4246/2-1, the
cluster of excellence Engineering of Advanced Materials at the FAU
Erlangen-Nirnberg and two granted beamtimes at the PolLux STXM
of Swiss Light Source.

[1] Cazaux, J. Microsc. 188(1997), 106

0 9.3 Mon 11:00 H6
Vertically aligned MWCNTs on glassy carbon: A nanostruc-
tured all carbon electrode — eEser METIN AkiNocLul2, OMER
Axay!, and MicHAEL Giersich3 — lFreie Universitit Berlin , De-
partment of Physics, 14195 Berlin, Germany — 2Max-Planck-Institut
fiir Kolloid- und Grenzflichenforschung, Potsdam-Golm Science Park,
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14476 Potsdam, Germany — S3Helmholtz-Zentrum Berlin fiir Mate-
rialien und Energie GmbH, Institut Nanoarchitekturen fiir die En-
ergieumwandlung, 14109 Berlin, Germany

Multi-walled carbon nanotubes (MWCNTs) are known for their unique
mechanical and electronic properties and find applications in many as-
pects of science. MWCNTs as a powder have been shown to be ex-
traordinary supports for catalytically active materials where they are
beneficial for surface area enhancement effects as well as for charge
separation and transport. Another carbon material, namely glassy
carbon, is widely used in electrochemistry as an electrode material
due to its high conductivity, high corrosion resistance and abundance
of carbon. In this contribution we present a nanostructured all carbon
electrode that is based on vertically aligned MWCNTs directly grown
on glassy carbon via plasma enhanced chemical vapor deposition. Be-
sides structural and electronic characterization of our materials we
show first applications of our concept towards highly conductive, in-
expencive nanostructured high surface area electrodes.

0 9.4 Mon 11:15 H6
Correlation of scanning x-ray microscopy and HRTEM mea-
surements of carbon nanomaterials — eFaBIaN FriTz!'2, Ras-
MUs WESTERSTROM®, LoTHAR HoUBEN?, MARTINA LUYSBERG?,
ALEXEY A. Popov®, CLaus M. ScuNEIDER?, and CAROLA MEYER!
— 1Fachbereich Physik, Universitit Osnabriick, Germany — 2Peter
Griinberg Institut (PGI-6), Forschungszentrum Jilich GmbH, Ger-
many — 3Physik-Institut, Universitit Ziirich, Switzerland — 4Ernst
Ruska-Centre for Microscopy and Spectroscopy with Electrons,
Forschungszentrum Jiilich GmbH, Germany — 5Leibniz Institute for
Solid State and Materials Research (IFW), Dresden, Germany

High resolution transmission electron microscopy (HRTEM) is often
used to study the structure of nanomaterials. Scanning transmission
x-ray microscopy (STXM) is a synchrotron based nano-spectroscopy
technique for recording nano-scaled images with chemical and mag-
netic contrast.

Here we present a combined HRTEM and STXM study of carbon
nanotube (CNT) bundles filled with ErsN@Cgg fullerenes. The mea-
surements demonstrate that unique CNT bundles can be located and
studied with the two techniques. We also obtained erbium M5 edge
x-ray absorption spectra from a single bundle. Images recorded on and
off resonance provide an erbium map of the sample.

We correlate HRTEM and STXM images of the same nanometer
scaled object and discuss the combination of the two techniques.

0 9.5 Mon 11:30 H6
Covalent or organometallic networks? A comparative
study of a dibromo-diiodo-pyrene derivate on Ag(111)
vs. Au (111) by XPS, NEXAFS, and STM — eMATTHIAS
Liscakal2, Jouanna EicuHorND2) Massimo FrirTon!:2, THOMAS
STRUNSKUS®, Visay Vvas?, WoLrcang M. Heckr!2:% and MAaRKuUS
LackiNgeERD'2:% — 1Department of Physics, TU Miinchen, James-
Franck-Str. 1, 85748 Garching — 2Center for NanoScience,
Schellingstr. 4, 80799 Munich — 3Institute for Materials Science -
Multicomponent Materials, Christian-Albrechts- Universitat zu Kiel,
Kaiserstr. 2, 24143 Kiel — 4MPI fiir Festkorperforschung, Heisen-
bergstrake 1, 70569 Stuttgart — 5Deutsches Museum, Museumsinsel
1, 80538 Munich

The thermally activated surface chemistry of a dibromo-diiodo-pyrene
is comparatively studied on Ag(111) and Au (111) under ultrahigh
vacuum conditions. X-ray photoelectron spectroscopy of C 1s, Br 3d,
and I 3d was used to identify chemical changes that indicated the
occurrence of two distinct phases for both surfaces. Upon progres-
sive heating on Ag (111), an initially formed partly organometallic
phase becomes fully organometallic. On Au (111) at room tempera-
ture, however the precursor is already deionated and partially forms
covalent bonds. Further heating drives debromination and results in
conversion to a fully covalent network. The structural characterization
of each phase is carried out by a combination of high resolution scan-
ning tunneling microscopy and C 1s near edge x-ray absorption fine
structure. Special emphasis is put on buckling in the networks as a
consequence of covalent bond formation due to steric hindrance.

0 9.6 Mon 11:45 H6
Probing reactive metal atoms on functionalized surfaces
by porphyrin metalation eJAN Nowakowski!, SyLwIia
Nowakowska?, GITIKA SrivasTaval, MirLos BaLjozovicl, Jan
Girovsky!, NirRMaLya Barpav3, and Tuomas A. Jung! — 'Paul

Scherrer Institute, Villigen, Switzerland — 2University of Basel,
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Switzerland — 3IISER Pune, India

On-surface metalation of porphyrins has been established on a wide
range of surfaces including atomically clean metallic substrates [1]
as well as metal-oxides [2] and metallic surfaces modified by oxygen
[3]. In this contribution [4], we use the well-studied metalation re-
action to present evidence that Cl- and N-induced modifications of
the top-most surface layer (i.e. adsorbate-induced surface superstruc-
tures) on Cu(001) have decisive and contrasting impact on the reac-
tivity of the surface, as well as on molecular self-assembly. The N
superstructure facilitates the metalation reaction and self-assembled
domains of CuTPP are formed at room temperature. On the contrary,
the CI superstructure fully inhibits the reaction and causes 2HTPP
to assemble into small 'magic’ clusters. A spectro-microscopy correla-
tion approach combining X-ray Photoelectron Spectroscopy, Ultravio-
let Photoelectron Spectroscopy, Low Energy Electron Diffraction and
Scanning Tunnelling Microscopy has been used in this study.

[1] Auwérter, W. et al., ChemPhysChem 8, 250 (2007); [2] Wang, C.
et al., Chem Commun 50, 8291 (2014); [3] Nowakowski J. et al., Chem.
Commun., 49, 2347 (2013); [4] Nowakowski J. et al., submitted.

0 9.7 Mon 12:00 H6
Controlled creation and imaging of quantum states of dan-
gling bond structures on H-terminated Si(001) — eAsir M
SuLEMAN, KiaN A RauNEJAT, CYRUS F HirJiBEHEDIN, NEIL J CUR-
soN, GABRIEL AEPPLI, DaviD R BOwLER, and STEVEN R SCHOFIELD
— University College London, London, UK

An understanding of how semiconductor point defects interact is
needed if they are to fulfil their potential as the basis of future na-
noelectronic and quantum devices. Scanning tunnelling microscopy
(STM) has been used to investigate point defects on semiconductor
surfaces. Here we present an investigation of interacting dangling bond
(DB) orbitals on H-terminated Si(001). The STM tip is used to selec-
tively desorb individual H atoms to create a DB [1]. Pairs, or dimers,
of DBs interact as their individual excited states overlap, signalled by
the appearance of a bright protrusion between them in a molecular-
like state [2]. Tip-induced band bending calculations show this excited
molecular state of the dimer come into tunnelling range at high biases
and low currents. The energy alignment with the tip Fermi level is also
affected by additional DBs in the vicinity of the dimer. 2D structures
of DBs, including trimers and tetramers, were produced that exhibit
2D extended excited molecular states that we present here for the first
time. By modelling each DB with a 2D Poschl-Teller potential well
holding two bound states, we could simulate the bound states for the
DB structure and find good agreement with experiment. [1] J. W. Ly-
ding et al. Appl. Phys. Lett. 64, 2010 (1994). [2] S. R. Schofield et
al. Nat. Commun. 4, 1649 (2013). [3] A. M. Suleman et al. In prep.
(2015).

0 9.8 Mon 12:15 H6
Interaction of dangling bond bound states on boron passi-
vated Si(111) — eMANUEL SIEGL — London Centre for Nanotech-
nology University College London 17-19 Gordon St London WC1H
0AH United Kingdom

Scanning tunnelling microscopy (STM) was used in the creation of
quantum structures such as quantum corrals showing bound electron
states across multiple lattice sites on a Fermi-level pinned metal sur-
face [1]. Taking degenerately boron doped Si(111), we extend STM-
imaging to spatially resolved scanning tunnelling spectroscopy maps
(CITS) [2] in order to examine the electronic structure of point defect
induced bound states on a semiconductor Fermi-level pinned surface
[3]. We investigate the site dependent interaction of these atomic size
quantum dots in varying arrangements, with changing dangling bond
separation and crystallographic direction. The experimental results are
then compared to first principle density function theory (DFT) calcu-
lations and we confirm a non-linear constructive interference between
the excited states of positively charged dangling bonds [4].
References [1] M. F. Crommie et al., Science 262, 218 (1998). [2] R.
J. Hamers et al., PRL 56, 18 (1986). [3] M. Berthe et al., PRL 97,
206801 (2006) [4] H. Hedgeland, M. Siegl et al. In preparation (2016).

0 9.9 Mon 12:30 H6
Morphology and Environment dependent Luminescence of
Dye Aggregates — eMoHAMMADREZA Banramil, SVEN KRAFT!,
Tamam Bonamup!, Kar WARDELMANN!, BJOrRN VocLER!, Jo-
HANNES A.A.W. ELEMANs?, INco Barkk!, and SvLvia SpELLER!
— 1University of Rostock, Institute of Physics, 18059 Rostock, Ger-

many — 2Radboud University Nijmegen, Institute for Molecules and
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We study the spatially resolved photoluminescence, as one of the re-
laxation pathways of excitons, from Copper-based porphyrin [1] aggre-
gates which form on surfaces via self-organization. Among the different
observed morphological motifs of the aggregates we focus on isotropic
aggregates as well as branched strands with typical heights between
30 and 150 nm. Fluorescence and phosphorescence microscopy images

show different intensity from these two morphologies. Utilizing atomic
force microscopy we correlate photoluminescence and structural prop-
erties to elaborate on possible reasons of such morphology-dependent
luminescence. We further present our results on the effect of metallic
nanostructures in the vicinity of the aggregates and address the role
of these metal systems as local sources of enhanced excitation fields.

[1] M.J.J. Coenen, et al., Phys. Chem. Chem. Phys. 15, 12451
(2013)

O 10: Two-dimensional Materials

Time: Monday 9:30-13:00

O 10.1 Mon 9:30 HI16
Boundary conditions for transition-metal dichalcogenide
monolayers in the continuum model — eCsaBa GEzA PETER-
FALVI, ANDOR KoRMANYOS, and Guibo BURKARD — Department of
Physics, University of Konstanz, D-78464 Konstanz, Germany

We derive the boundary conditions for MoSg and similar transition-
metal dichalcogenide honeycomb (2H polytype) monolayers with the
same type of k-p Hamiltonian within the continuum model around
the K points. [1] In an effective 2-band description, the electron-hole
symmetry breaking quadratic terms are also taken into account. We
model the effect of the edges with a linear edge constraint method that
has been applied previously to graphene. Focusing mainly on zigzag
edges, we find that different reconstruction geometries with different
edge-atoms can generally be described with one scalar parameter vary-
ing between 0 and 27. We analyze the edge states and their dispersion
relation in MoS»> in particular, and we find good agreement with the
results of previous density functional theory calculations for various
edge types.

[1] Cs. G. Péterfalvi, A. Kormanyos, G. Burkard, arXiv:1509.00184
(2015).

O 10.2 Mon 9:45 HI16
High Q-factor in WSe2 Nano-electromechanical resonator
eANTOINE RESERBAT-PLANTEY!, NicoLas MOoREgLL!, IoaN-
nis Tsioutsios', Kevin ScuHADLER!, Frangois Dusin?, FRANK
Koppens!, and Abrian BacaToLp! — 1ICFO, The Insitutue for Pho-

tonic Sciences, Barcelona, ES — 2INSP, Université Paris 6, Paris, FR

Atomically thin nano-electromechanical systems (2D-NEMS) combine
extremely low mass resonators having resonant frequencies in the MHz-
GHz range, wide tunability, low damping and exotic non-linearities.
Atomically thin 2D semi-conductors such as transition metal dichalco-
genides (TMD) have extremely rich optical properties (direct band
gap, spin valley, embedded quantum emitters), which are intrinsically
linked to their low dimensionality. Optical and electronic properties of
WSe2, an emblematic TMD, have been intensively studied while there
is no extensive nanomechanical investigation of this system. Here we
show a new generation of semiconductor 2D-NEMS made of mono-
layer of WSe2. We record mechanical and photoluminescence spectra
of WSe2 nanoresonators down to cryogenic temperatures. We mea-
sure mechanical quality factor Q>47000 at T=3.5 K, which is the
highest value reported so far for 2D-NEMS in this temperature range.
Combining ultra-low dissipation resonators with the very rich optical
properties of TMD, paves the way for novel type of optomechanical
experiments with 2D materials.

O 10.3 Mon 10:00 H16
Landau levels and Shubnikov-de Haas oscillations in mono-
layer transition metal dichalcogenide semiconductors —
e ANDOR KorMANYOs!, PETER RakyTa?, and Guipo BURKARD!
IPhysics Department, University of Konstanz — 2Department of The-
oretical Physics, Budapest University of Technology and Economics

We study the Landau level (LL) spectrum using a multi-band k - p
theory in monolayer transition metal dichalcogenide semiconductors
[1]. We find that in a wide magnetic field range the LL can be char-
acterized by a harmonic oscillator spectrum and a linear-in-magnetic
field term which describes the valley degeneracy breaking. The effect
of the non-parabolicity of the band-dispersion on the LL spectrum is
also discussed. Motivated by recent magnetotransport experiments,
we use the self-consistent Born approximation and the Kubo formal-
ism to calculate the Shubnikov-de Haas oscillations of the longitudinal
conductivity. We investigate how the doping level, the spin-splitting of
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the bands and the broken valley degeneracy of the LLs affect the mag-
netoconductance oscillations. We consider monolayer MoSy and WSeg
as concrete examples and compare the results of numerical calculations
and an analytical formula which is valid in the semiclassical regime.
Finally, we briefly analyze the recent experimental results [Cui et al.,
Nat. Nanotechnol. 10, 534 (2015)] using the theoretical approach we
have developed.
[1] New J. Phys. 17, 103006 (2015).

O 104 Mon 10:15 HI16
Second-harmonic generation in MoS2 monolayers coupled
to resonant nanoantennas — eFRANZ JOHANNEsS FRIEDRICH
LocHNER!, STEFAN FasoLp!, AnToNy GrEorGE?, PauL DoucLas
HaRrRrisoN!, CHRrisTOPH MENZEL!, ANDREY TURCHANINZ, ISABELLE
Staupe!, FALK EILENBERGER®?, FRANK SETZPFANDT!, and THOMAS
Perrscu! — !nstitute of Applied Physics, Abbe Center of Photonics ,
Friedrich-Schiller-Universitit Jena, 07743 Jena, Germany — 2Institute
of Physical Chemistry, Friedrich-Schiller-Universitat Jena, 07743 Jena,
Germany — 3Fraunhofer Institute for Applied Optics and Precision
Engineering, 07745 Jena, Germany

Two-dimensional monolayers of transition metal dichalcogenides
(TMDs), a new class of direct band-gap semiconductors, recently have
attracted a lot of attention due to their pronounced excitonic emission
lines and strong second-order nonlinearity.

Coupling TMDs to resonant nanoantennas allows to further enhance
these effects by concentrating the exciting optical field into a small vol-
ume. Such enhancement has been shown for excitonic emission using
plasmonic nanoantennas. However, nonlinear optical effects in TMD-
nanoantenna systems have not been studied yet.

In our contribution, we report on experimental investigations of
second-harmonic generation in molybdenum disulfide (MoS2) mono-
layers coupled to nanoantennas, resonant at the exciting fundamental-
harmonic wavelength. Polarization resolved measurements show the
profound impact which the presence of the nanoantenna has on the
second-harmonic radiation generated by the MoS2-monolayer.

O 10.5 Mon 10:30 HI16
Electrochemical growth and characterization of molybde-
num sulfide layers for thin film transistors — eTALHA NISAR,
ToRSTEN BALSTER, and VEIT WAGNER — Jacobs University Bremen
gGmbH, Campus Ring 1, 28759 Bremen, Germany

Molybdenum disulfide has attracted considerable interest for its great
potential in the field of nanoelectronics due to its semiconducting and
2D nature. It has been successfully deposited by the Scotch tape
method resulting in high-mobility transistors with an area of a few
square microns. The state-of-the-art method for the growth of crys-
talline molybdenum disulfide single and multilayers is chemical vapor
deposition.

In our study we use electrochemical deposition as an alternative ap-
proach to grow large area molybdenum sulfide layers. For this purpose,
ammonium tetrathiomolybdate (ATTM) has been used as precursor
material for the electrodeposition in cathodic regime with respect to
Ag/AgCl reference electrode. The obtained layers are amorphous as
could be confirmed by Raman measurements. In addition, in the UV-
VIS spectra of the MoS; (z=2..3) layer a transition at 2.4 eV is visi-
ble, which could be related to oxygen contamination. Further anneal-
ing steps in an Ar/Hg atmosphere with an additional sulfur source at
temperatures above 600°C are necessary to remove the oxygen and to
convert the layer into crystalline MoSa. The converted layer has to
be transferred onto SiO2/Si substrates for thin film transistor applica-
tions.
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Epitaxial paradigms of van der Waals bonded chalcogenide
materials — eRAFFAELLA CaLARCO — Paul-Drude-Institut fiir Fes-
tkorperelektronik, Hausvogteiplatz 5-7, 10117 Berlin, Germany

In recent years it has become clear that materials with covalent bond-
ing in only two dimensions (2D) have attractive properties for devices.
The bonding in the third dimension, which is between individual layers,
occurs by van der Waals (vdW) forces, which are weaker if compared
to the covalent bonding. Materials used in conventional devices are in-
stead characterized by covalent bonding in three dimensions (3D). In
the present contribution, I shed some light on understanding the mech-
anisms that determine the interface structure between 2D and 3D or
2D materials. To study possible options for altering the bonding con-
figurations of the 2D-3D interface GeTe-Sb2Te3 layers are deposited by
molecular beam epitaxy on top of five different surface reconstructions-
passivation of the Si(111). The 2D-2D interface is best studied using
graphene as a substrate. Finally, I address the most crucial issue:
The realization of vdW epitaxy in Sb2Te3-GeTe superlattices. Such
superlattices, if compared to their alloy counterpart, show impressive
performances highly attractive for future non-volatile memory appli-
cations.

O 10.7 Mon 11:45 HI16
Transparent Conducting Materials: Insights from High-
Throughput — ePiNno D’AMico?, Arice Ruini®?, ALESSANDRA
CATELLANI?, ARRIGO CALZOLARI?, MARcO FoRNARI®® and MARCO
B. NarpeLLI*® — IFIM-UNIMORE, Modena, Italy — 2CNR-NANO
S3, Modena, Italy — 3Central Michigan Univ., Mt. Pleasant, USA —
4Univ. of North Texas, Denton, USA — ®Duke Univ., Durham, USA

Good electrical conductivity and optical transparency in the visible do-
main are the physical properties required in order to have Transparent
Conducting Material (TCM). Various semiconductors becomes TCM
when doped and up to now their discovery has followed an a-posteriori
path: take a material and investigate its physical properties in order
to see if it is a good TCM. Thanks to the large amount of data avail-
able in the AFLOWLIB repository|[1], we use instead an inverse-design
approach in order to search for new possible TCMs: starting from the
paradigmatic case of ZnO[2] we have identified the physical descriptors
representing a TCM and extracted from the database a list of materials
having the required characteristics using highthroughput techniques.
We investigated doped structures of resulting materials inserting sub-
stitutional elements in a systematic way with a given concentration.
We will present an accurate study of both conductivity and optical
properties of the doped structures obtained by means of a newly de-
veloped numerical tool based on Boltzmann theory and dielectric func-
tion calculations[3] and reliyng on an efficient ab-initio tight-binding
representation of the lattice structures[4]. [1|www.aflowlib.org; [2]ACS
Photonics 1, 703 (2014); [3]preprint(2015); [4]arXiv:1509.02558 (2015).

0O 10.8 Mon 12:00 H16
Investigating the Potential of TMD Monolayers as Photode-
tectors — eMaja FEIERABEND!, GUNNAR BERGHAUSER?, and ERMIN
Maric? — !Institut fiir Theoretische Physik, Nichtlineare Optik und
Quantenelektronik, TU Berlin, Hardenbergstr. 36, 10623 Berlin, Ger-
many — 2Chalmers University of Technology, Department of Physics,
SE-412 96 Gothenburg, Sweden

Transition metal dichalcogenides (TMDs) are promising materials for
technological application in the area of optoelectronics. Due to the
direct band gap and the extraordinarily strong Coulomb interaction,
TMDs exhibit efficient light-matter coupling and tightly bound ex-
citons [1]. As atomically thin materials, they are very sensitive to
changes in the surrounding environment. This motivates a functional-
isation approach, where external molecules are non-covalently attached
to the material surface to control its optical properties.

Here, we theoretically investigate functionalized TMDs based on the
density matrix formalism combined with tight-binding wave functions.
Considering exemplary spiropyran molecules exhibiting a strong dipole
moment, we predict pronounced spectral red-shifts and the appearance
of an additional side-peak in the absorption spectrum of functionalized
TMDs. Interestingly, we also observe a further peak splitting due to
the intervalley coupling between the high-symmetry K/K’ points. The
predicted pronounced changes in optical spectra of TMDs show their
potential for technological application in photodetectors.

[1] G. Berghéduser and E. Malic, PRB 89, 125309 (2014)
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0 10.9 Mon 12:15 HI16
Investigation of excitonic resonances in monolayer MoSe2 for
strong coupling experiments at room temperature — eNILs
LunpT!, ALEKSANDER MARYNsKIZ, GRZEGORZ SEK?, OLIVER IFr!,
SEFAATTIN TonGay?, SVEN HorLiNG!#, and CHRISTIAN SCHNEIDER!
— LChair for Apllied Physics, University of Wiirzburg, Am Hubland,
D-97074 Wiirzburg, Germany — 2Institute of Physics, Wroctaw Uni-
versity of Technology, Wybrzeze Wyspianskiego 27, 50-370 Wroctaw,
Poland — 3School for Engineering of Matter, Transport, and Energy,
Arizona State University, Tempe, Arizona 85287, United States —
48UPA, School of Physics and Astronomy, University of St. Andrews,
St. Andrews KY 16 9SS, United Kingdom

We studied the temperature evolvement of the reflectivity of a MoSe2
monolayer. From this investigation we deduced the dependence of
linewidth and oscillator strength on temperature. The results were
used for transfer matrix simulations of strong coupling reflectivity spec-
tra, expected if the MoSe2 monolayer is integrated into a micro-cavity.
These calculations should evaluate, if strong coupling can be observed
in MoSe2 monolayers at room temperature. Calculations were con-
ducted for different cavity designs such as an open cavity approach, a
monolithic cavity and for the coupling to a Tamm Plasmon. Moreover,
we present results of excitation power dependent photoluminescence
studies on MoSe2 monolayers.

0 10.10 Mon 12:30 H16
Localized states from WSe; as promising candidates for
new single-photon sources — eSVEN BORGHARDT!, JHIH-SIAN
Tul, FrLoriaN WINKLER?, DETLEV GRUTzZMACHER!, and BEaTA
KARDYNAL! 1PGI-9, Forschungszentrum Jiilich, Jiilich, Germany

— 2ER-C, Forschungszentrum Jiilich, Jiilich, Germany

An emission of single photons from WSes monolayers (ML) has been
recently demonstrated but the origin of the emission is still not clear.
The aim of our research is to understand its origin and then control
the localized emission in this material to harvest the unique properties
of the material for new applications in quantum photonics.

Samples prepared by exfoliation from synthetic crystals and also
grown with CVD are measured using polarization resolved pu-
photoluminescence (PL) as well as time-resolved PL.

Our results show linearly polarized emission doublet lines with an
energy splitting of up to a few meV. The samples show a high density
of such lines close to the sample edges. We attribute the linear polar-
ization of the localized states to a mixing of K- and K’-states. There
is an evidence of an alignment of the polarization of emission with
the crystal lattice. PL from the localized states decays faster with the
temperature than the one from the free exciton states. Chemical mod-
ification of the samples is further used in an attempt to manipulate
the emission from the localized states.

O 10.11 Mon 12:45 H16
Theoretical studies of transition metal dichalcogenides for
the use in electron holography — eSVEN BORGHARDT!, ZEILA
ZanoLL1?, MATTHIEU VERSTRAETES, FLORIAN WINKLER?, JURI
BarTHEL?, RaAFAL DunIN-Borkowski?, and Beata KarpynaLl
— 1PGI-9, Forschungszentrum Jiilich, Jiilich, Germany — 2ER-C,
Forschungszentrum Jiilich, Jiilich, Germany — 3PCPM, Université
Catholique de Louvain, Louvain-la-Neuve, Belgium — *PGI-2 and

TAS, Forschungszentrum Jiilich, Jiilich, Germany

Few-layer transition metal dichalcogenides (TMDs) represent a new
family of materials with promising properties for new optoelectronic
nano-devices. Their well-known and tailorable thickness render them
an ideal system for quantitative electron holography.

Here, we present the simulation of the effect of charge reorganisation
due to bonding on the phase acquired by electrons passing through few
layer TMD structures in electron holography experiments. This is done
by simulating the phases for potentials from density functional theory
calculations in comparison with ones obtained from the independent-
atom approximation. The results show in an impressive way that ne-
glecting the atomic bonding and the associated small change in the
overall charge distribution leads to an overestimation of the average
electron phase by approximately 5% for the analyzed materials. Com-
parison with experimental data confirms this conclusion.

Building on the results for pristine materials, we present calculations
for single defects and heterostructures composed of different materials
from the transtition-metal dichalcogenide family.
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Time: Monday 15:00-18:00

Invited Talk O 11.1 Mon 15:00 S054
Principles of plasmonic imaging — e ANGELA DEMETRIADOU! and
ALExEl KornysHEVZ — 1Blackett Laboratory, Imperial College Lon-
don, Prince Consort Road, SW7 2AZ, London, United Kingdom —
2Department of Chemistry, Imperial College London, Prince Consort
Road, SW7 2AZ, London, United Kingdom

Plasmonic imaging exploits the evanescent nature of propagating sur-
face plasmon polariton (SPP) waves to produce real-time images of
sub-wavelength objects with high-precision. It is commonly used in
biological sciences to track and image organelles in cells, such as DNA,
mitochondria and virus molecules. The fast dynamics of intra-cellular
processes enforce to keep the cells under their native state (i.e. label-
free) and to be imaged in real-time, establishing plasmonic imaging as
a powerful tool for mapping and understanding cellular behaviour. Ad-
ditionally, it has been widely used to map the electro-catalytic activity
of single nanoparticles with high spatial resolution and sensitivity.

Our theoretical model describes the electromagnetic process that
forms the plasmonic image, and accurately predicts the image prop-
erties for particles of any composition and size. The intensity and
shape of the plasmonic image is dominated by the SPP-induced natu-
ral modes. Hence, through the theoretical model, spectroscopic infor-
mation can be extracted from recorded plasmonic images, expanding
the capabilities of current plasmonic imaging techniques.

O 11.2 Mon 15:30 S054
Imaging the dynamics of plasmonic vortices — eDEIRDRE
KiLBaNE!, ANNA-KATHARINA MaHRO!, STEFAN MaTHIAS!, GRISHA
SPEKTOR?, L1oR GaL2, MEIR ORENSTEINZ, BETTINA FRANK?, SIMON
Ristock®, HARALD Giessen3, PuiLip Kanr?, DaNIEL PobpBIEL?,
FRANK MEYER zU HERINGDORF?, and MARTIN AESCHLIMANN!
IPhysics Department and Research Centre OPTIMAS, University of
Kaiserslautern, Germany — 2Department of Electrical Engineering,
Technion, Haifa, Israel — 3Fourth Physics Institute and Research Cen-
ter SCoPE, University of Stuttgart, Germany — *Faculty of Physics
and CENIDE, University of Duisburg-Essen, Germany

The formation of a plasmonic vortex (rotational flow around a phase
singularity) can be achieved by selecting the spin of circularly po-
larized light, and the geometry of the illuminated metallic structure.
We perform near-field imaging of the ultrafast dynamics of plasmonic
vortices using time-resolved two photon photoemission electron mi-
croscopy (TR-PEEM). A broadband ultrashort pulse laser excites and
probes surface plasmon polaritons (SPPs) with 100 as time step and
40 nm spatial resolution. Here we observe the sub-optical cycle spa-
tiotemporal evolution of the dynamics in plasmonic Archimedes spirals
(PAS) and plasmonic vortex lenses (PVL). These structures were fab-
ricated by focused ion beam (FIB) milling into the surface of thin
polycrystalline gold films and single crystalline, atomically flat gold
flakes.

O 11.3 Mon 15:45 S054
Improving the lateral near-field confinement in a nanofocus-
ing SNOM — eSmvoN F. BEcker!, MARTIN EsmMann!, KyuncWAaN
Yool2, PETrRA GRross!, RALF VoGELGESANG!, NAMKY 00 PARKZ,
and CHRisTOPH L1ENAU! — 1Carl von Ossietzky Universitét, Olden-
burg, Germany — 2Seoul National University, Seoul, Korea

The lateral near-field confinement in apertureless scanning near-field
optical microscopy (SNOM) experiments is typically governed by the
tip radius of the probe used. Here, we discuss how to improve the con-
finement beyond this limitation using a nanofocusing SNOM taper.
We approach such a taper [1,2] to a thin, semitransparent gold film.
Angle-resolved images of elastically scattered radiation transmitted
through the film [3,4] show a steep increase in the detected signal over
the last few nanometers. We compare the experimental results to finite
element method simulations and find this steep increase to be a clear
signature of gap plasmon formation in the gap between tip and sample.
The lateral confinement of these fields is proportional to the geomet-
ric mean of tip-sample distance and tip radius. Hence, gap plasmons
may enable decreasing the confinement to sizes typically found for in-
teraction cross-sections of single quantum emitters. Combining this
spectrally broadband effect with the background-free detection avail-
able with nanofocusing SNOM seems promising for nanospectroscopic
investigations of dense and heterogeneous quantum emitter systems.
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[1] MLI. Stockman, PRL 93, 137404 (2004); [2] S. Schmidt et al., ACS
Nano 6, 6040 (2012); [3] M. Esmann et al., BJ Nano 4, 603 (2013); [4]
S.F. Becker et al., (submitted).

O 11.4 Mon 16:00 S054
Coherent broadband nano-spectroscopy through plasmonic
nanofocusing — eM. Esmann?®, S.F. Becker!, H. KoLLmann!, J.
Wirt!, K.W. Yoo!:2, A. CuimMer!, P. Gross!, R. VocELcEsaNG!,
N.K. Park?, and C. Lienau! — 1Carl von Ossietzky Universitit,
Oldenburg, Germany — 2Seoul National University, Seoul, Korea

Plasmonic nanofocusing microscopy enables broadband coherent light
scattering spectroscopy with 5 nm spatial resolution. This is used
to image optical near-fields around individual metallic nanoparticles.
Conceptually, surface plasmon polaritons are launched by a grating
coupler on a conical metallic taper and propagate towards the taper
apex where they are transformed into highly confined near-fields [1-3].
Upon optical interaction with a sample, far-fields scattered from the
apex are collected almost background free. Here, we use coherent white
light to excite this isolated, spectrally broadband nano-lightsource at
the apex of a monocrystalline gold taper. We then investigate both
the spectral and spatial characteristics of optical near-fields around
chemically synthesized gold nanorods. We find dipolar plasmon res-
onances with comparatively high Q-factors of up to 15. These are
confirmed by far-field measurements. We simultaneously also image
the corresponding near-field pattern in the spatial domain and achieve
spatial resolution down to 5 nm. As these measurements are fully co-
herent, they can be straightforwardly extended to the investigation of
coherences in biological or semiconducting systems.

[1] M.I. Stockman, PRL 93, 137404 (2004); [2] S. Schmidt et al., ACS
Nano 6, 6040 (2012); [3] M. Esmann et al., BINANO 4, 603 (2013).

O 11.5 Mon 16:15 S054
Probing and Controlling Electronic and Vibrational Co-
herences in Individual Carbon Nanotubes using Femtosec-
ond Pulse Shaping Microscopy — eVEIT GiEcoLb!:2, RICHARD
CiesieLski}2, Nicorar F. HarTMaNN?, Erik H. HAROz3, STEPHEN
K. Doorn3, and Acuim Harrscuun!?2 — !Department Chemie and
CeNS, LMU Munich, 81377 Munich — 2?Nanosystems Initiative Mu-
nich, 80799 Munich — 3Los Alamos National Laboratory, New Mexico,
87545 United States

We probe and coherently manipulate the exciton population of indi-
vidual semiconducting single-walled carbon nanotubes (SWCNTs) at
room temperature using femtosecond laser pulse shaping microscopy
[1,2]. In our experiment, the exciton state Eq11 of defect-doped (5,4)-
SWCNTs is resonantly excited by a pair of phase-locked 20fs laser
pulses while the photoluminescence (PL) emission of the defect state
Eﬁ serves as reporter for the Fqj-population. Tuning the pulse de-
lay and relative carrier envelope phase results in damped PL intensity
oscillations that can be described using the Bloch equations for a two-
level system. We show that light absorption of individual SWCNTs can
be controlled within their electronic dephasing time, ranging from 20
to 66 fs for different nanotubes. For longer pulse separations coherent
radial breathing mode excitations with a period of 90 fs are observed.
[1] R. Hildner, D. Brinks, N.F. van Hulst, Nature Physics (2010).

[2] R. Ciesielski, V. Giegold, A. Hartschuh, et al., in prep.

O 11.6 Mon 16:30 S054
Confocal active interference scattering microscopy: A new
approach to characterize single gold nanoparticles — eOTTO
HAauLER — Institute of Physical Chemistry — Tiibingen — Germany

Gold nanoparticles and their applications have attracted considerable
research interest in recent times. By using confocal interference mi-
croscopy in combination with cylindrical vector beams it is possible
to directly image the orientation and to detect the shape of single
metal nanoparticles, with sizes well beyond the diffraction limit [1-
4]. We present a newly developed method to further investigate the
properties of these promising materials, the confocal active interference
scattering microscope. This novel technique allows the measurement
of the phase of the elastically scattered light. It furthermore enables
the control of the excitation polarization, through the use of radially-
and azimuthally-polarized laser modes. [1] A.V. Failla, H. Qian, H.
Qian, A. Hartschuh, A. J. Meixner, Nano Lett. (2006), 6: 1374. [2]



Regensburg 2016 — O

Monday

F. Wackenhut, A.V. Failla, A.J. Meixner, Phys. Chem. Chem. Phys.
(2013),15: 5407-5414. [3] F. Wackenhut, A.V. Failla, A.J. Meixner,
Anal Bioanal Chem (2015), 407: 4029-4034. [4] F. Wackenhut, A.V.
Failla, T. Ziichner, M. Steiner, A.J. Meixner, Appl. Phys. Lett.
(2012), 100: 263102.

O 11.7 Mon 16:45 S054
Polarization sensitive scanning near field optical microscope
on polymer thin films — eJens Braurr!, JinxiN ZuaN!, PE-
TRA GRoss!, CHrisTopH LiENAU', DaANIEL TREFz?, and SABINE
Lupwigs? — 1Carl von Ossietzky Universitit, Oldenburg, Germany

— 2Institut fiir Polymerchemie, Stuttgart, Germany

Currently there is a high need to investigate the relationship between
structure and functionality of novel, polymer-based organic solar cell
materials. Specfically information about local fluctuations of their op-
tical properties, largely affecting the charge carrier mobility is needed
[1]. For this, an optical imaging method is required with a spatial res-
olution in the order of the domain size, typically a few nanometers, or
even below.

Here we present a technique to use near field optical microscopy to
fulfill these requirements. We use a Titanium:Sapphire laser focused
through the sample onto a sharp gold tip and collect the scattered
near-field signal from the tip in a backscattering geometry. By apply-
ing a modulation to the tip with tens of kilohertz and using a lock-in
amplifier after detection to demodulate the signal at the n-th harmonic
we can significantly increase the signal to noise ratio. Changing the
direction of the linear laser polarization enables us to determine the
molecular orientation with a resolution of about 10 nm. In this talk
we present a first demonstration by applying the technique to ordered
and unordered thin film polymer samples.

[1] Brinkmann, M. et al.; ACS Nano 6, pp 10319-10326 (2012)

O 11.8 Mon 17:00 S054
Nanoscale probing of optical near-fields by ultrafast trans-
mission electron microscopy — eArMIN FEisT, KATHARINA E.
EcHTERNKAMP, MURAT S1vIS, SASCHA SCHAFER, and CLAUS ROPERS
— 4th Physical Institute, University of Gottingen, Gottingen, Ger-
many
Ultrafast transmission electron microscopy (UTEM) allows for the
study of structural and electronic dynamics on nanometer length scales
[1], as well as for the local probing of optical near-fields [2].

Here, we employ the inelastic scattering of swift electrons to charac-
terize optical near-fields in metallic nanostructures. The experiments
utilize a novel short-pulsed electron gun driven by localized photoe-
mission from a nanotip emitter, yielding electron probes with a pulse
duration of 300 fs and beam diameters down to 1.5 nm.

In the interaction with optical near-fields, the energy spectra of free
electrons develop into a comb of spectral sidebands representing the ab-
sorption and emission of multiple photons [2]. The quantum coherence
of this process is evidenced by the observation of multilevel Rabi oscil-
lations in the sideband populations [3]. The interaction facilitates few
nanometer spatial resolution in near-field imaging, as demonstrated by
raster-scanning the focused electron probe across resonantly excited
plasmonic nanostructures with feature sizes down to 5 nm.

[1] A.H. Zewalil, Science, 328, 187 (2010).

[2] B. Barwick et al., Nature, 462, 902 (2009).

[3] A. Feist et al., Nature, 521, 200 (2015).

O 11.9 Mon 17:15 S054
Coherent spectroscopy of single metallic nanostructures —
eMarTIN Siuies!, Hemko KorLLmann!, MARTIN Esmann!, Juria
WirT2, GUNTHER WirTsTock?, and CHRisToPH LiENaU! — TAG
Ultraschnelle Nano-Optik, Institut fiir Physik, Carl von Ossietzky Uni-

versitit Oldenburg, Germany — 2AG Wittstock, Institut fiir Chemie,
Carl von Ossietzky Universitdat Oldenburg, Germany

Metallic nanostructures exhibit strong optical resonances and en-
hanced optical near-fields, enabling the transfer of far-field radiation
onto subwavelength scales. Even so, the mismatch of the optical ab-
sorption or scattering cross-section of a single nanostructure and the
free space wavelength makes far-field spectroscopic investigations chal-
lenging. Further, single nanostructures with geometric dimensions of
less than 50nm require highly sensitive and almost background-free
spectroscopic methods. For this, modulation-based methods such as
focus or Spatial Modulation Spectroscopy (SMS)[1] have been proven
to be able to quantitatively measure the scattering and absorption
cross section simultaneously [2]. Here, we present a combined approach
of a commonly used confocal SMS setup and broadband VIS-IR Fourier
Transform spectroscopy to measure the extinction cross section of sin-
gle nanostructures in the time domain. We show polarization-resolved
spectra of single chemically synthesized gold nanorods resonant in the
near infrared. An extension of the approach to the study of hybrid
nanostructures and to time-resolved phenomena is discussed.

[1] A. Arbouet et al., PRL 93, 127401 (2004)

[2] M. Husnik et al., PRL 109, 233902 (2012)

O 11.10 Mon 17:30 S054
Plasmon-mediated circularly polarized luminescence of GaAs
in a scanning tunneling microscope — SVENJA MUHLENBEREND,
MarkUs GRUYTERS, and eRICHARD BERNDT — Institut fiir Experi-
mentelle und Angewandte Physik, Christian-Albrechts-Universitat zu
Kiel, 24098 Kiel, Germany

The electroluminescence from p-type GaAs(110) in a scanning tun-
neling microscope has been investigated at 6 K. Unexpectedly high
degrees of circular polarization have often been observed with ferro-
magnetic Ni tips and also with paramagnetic W and Ag tips. The
data is interpreted in terms of two distinct excitation mechanisms.
Electron injection generates intense luminescence with low polariza-
tion. Plasmon-mediated generation of electron-hole pairs leads to less
intense emission, which, however, is highly polarized for many tips.

O 11.11 Mon 17:45 S054
Plasmonic Activation of Platinum Clusters for Photocat-
alytic Reactions Detected by STM — Saran WieGHOLD!, LEA
NienHAUS23, MarIAN D. ROTzER!, FaBian KNoLLER!, FLORIAN
F. ScHWEINBERGER', JosepH W. LypiNG2, ULricH HEriz!, MARr-
TIN GRUBELEZ3, and eFRrIEDRICH Escu! — 1Chemistry Dept. and
CRC, TU Miinchen, Lichtenbergstr. 4, 85748 Garching, Germany —
2Beckman Institute, University of Illinois, Urbana — 3Department of
Chemistry, University of Illinois, Urbana, Illinois 61801

Their unique structural, optical and electronic properties make small
metal clusters prime candidates for catalytic applications, especially
under mild reaction conditions such as in photocatalysis. Due to their
small cross sections for the interaction with light and due to low surface
coverages, an indirect, support-mediated photoactivation mechanism
is most efficient. We imaged this activation at the level of individ-
ual Pt-35 clusters supported on a thin, structured gold film. The
film shows a strong plasmonic interaction with visible light that is
optimized to work in a back-illumination geometry. We used a scan-
ning tunneling microscope to map the tunneling current modulation
induced by light at 532 nm. When tunneling into unoccupied states of
the film, we detect a light-induced current increase that is enhanced
on the clusters. In this way, we image the plasmonic coupling of the
clusters to the gold support with nanometer resolution. This activa-
tion leads indeed to an enhanced catalytic activity, as we demonstrate
for the oxidative decomposition of methylene blue.

O 12: Morphology Prediction at Interfaces

Time: Monday 15:00-18:30

O 12.1 Mon 15:00 S051
Flexible 2D crystals of polycyclic aromatics stabilized by
static distortion waves — MaTTHIAS MEISSNER!, FALKO Soikal,
LARrs MaTrTHES?, FRIEDHELM BECHSTEDT?, XINLIANG FENG3, KLAUS
MoLLEN?, STEFaN C. B. MannsreLD?, eRoman Forker!, and
TorsTeEN FriTz! — !nstitute of Solid State Physics, Friedrich Schiller

University Jena, Germany — 2Institute of Condensed Matter Theory
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and Solid State Optics, Friedrich Schiller University Jena, Germany
— 3Max Planck Institute for Polymer Research, Mainz, Germany —
4Center for Advancing Electronics, TU Dresden, Germany

The epitaxy of many organic films on inorganic substrates can be clas-
sified by established lattice match conditions. Yet, there are material-
substrate combinations for which this classification fails and cannot be
exploited to understand reproducible azimuthal alignments between
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adsorbate and substrate lattices. For decades it has been hypothesized
in the literature that so-called static distortion waves (SDWs) could
be responsible for the observed orientational epitaxy in such cases. By
means of STM and LEED experiments we demonstrate unequivocally
SDWs in films of hexa-peri-hexabenzocoronene on graphite, which
manifest as sub—Angstrt')m local molecular displacements from an ideal
rigid adsorbate lattice, being itself incommensurate with graphite in
contrast to previous reports. We present a model that consistently ex-
plains these displacements in both size and direction. Based on DFT
we calculate for realistically large domains the energy gain due to the
SDWs, thereby proving their crucial role for the observed epitaxy, and
we successfully reproduce the measured domain angle.

0 12.2 Mon 15:15 S051

Structural properties of picene-perfluoropentacene and
picene-pentacene blends: Superlattice formation versus
limited intermixing — J. DieterLe!, K. Brocub?, A.

HinpERHOFER!, H. Frank!,

Breuer?, R. Baneriee!, G. Wirre?, and F. SCHREIBER
Mnstitut fiir Angewandte Physik, Universitit Tiibingen, Germany —
2Cavendish Laboratory, University of Cambridge, UK — 3Central Eu-
ropean Institute of Technology, Masaryk University, Czech Republic
— 4Fachbereich Physik, Philipps-Universitat Marburg, Germany

J. Novik®, eA. Gerracu!, T.
1

The structure and morphology of mixed thin films of picene (C22H14,
PIC) and perfluoropentacene (C22F14, PFP) as well as mixed thin
films of PIC and pentacene (C22Hi4, PEN) grown by simultaneous
coevaporation is investigated using X-ray diffraction, atomic force mi-
croscopy, and near-edge X-ray absorption spectroscopy. For both sys-
tems we find mixing on the molecular level and the formation of mixed
structures. However, due to the strongly different interactions in both
mixtures the ordering is fundamentally different [1]. The results are
discussed in the context of other organic semiconductor binary mix-
tures [2] showing that besides chemical composition and steric com-
patibility the intramolecular arrangement of the atoms important for
intermolecular interactions significantly influences the structure forma-
tion in organic semiconductor blends.

[1] J. Dieterle et al., J. Phys. Chem. C 119 (2015) 23211.

[2] C. Lorch et al., Appl. Phys. Lett. 107 (2015) 201903.

O 12.3 Mon 15:30 S051
Exploring the Electronic and Vibrational Properties of Dis-
ordered TCNE on Cu(111) Using a Basin Hopping Algorithm
— oVERONIKA OBERSTEINER, EGBERT ZO0OJER, and OLIVER T. Hor-
MANN — Instiute of Solid State Physics, NAWI Graz, Graz Univeristy
of Technology, Austria

While to date most first-principle studies focus on highly ordered crys-
talline materials, in this work we concentrate on the theoretical inves-
tigation of amorphous or disordered materials that are commonly used
in experimental applications. To sample the complex potential energy
surface (PES) of disordered organic/inorganic interfaces we develop a
three-step geometry search algorithm based on Basin Hopping (BH)
in conjunction with dispersion-corrected Density Functional Theory.
First, we determine the local adsorption structures, then we coarse-
grain the PES as a superposition of these local adsorption structures
to finally efficiently jump between the locally optimized configurations
using the BH algorithm.

Applying this approach to TCNE (tetracyanoethene) on Cu(111)
we evaluate a set of energetically lowest lying structures, reflecting
the distribution of local conformations and their environment. Our
investigations reveal that at finite temperature a noticeable amount
of TCNE molecules are bound in an upright standing manner to the
Cu(111) surface, although this is not the global minimum. The dif-
ferent adsorption conformations exhibit very different electronic prop-
erties characterized by the charge states of the TCNE molecules and
their vibrational spectra.

O 12.4 Mon 15:45 S051
Machine learning of surface adsorbate structure — eMiLica
Toporovié!, MicHAEL GurMmaNN?, Jukka CoRANDER?, and
Patrick RINKE! — 1Aalto University, Espoo, Finland — 2University

of Helsinki, Helsinki, Finland

To efficiently search many atomistic configurations on large length
scales, we developed a parameter-free machine learning tool for study-
ing organic/inorganic interfaces. Our preferred Bayesian optimisation
approach relies on probabilities to construct model functions, which
are then iteratively refined by input of real data points balancing ex-
ploitation with exploration. A Bayesian optimisation algorithm was
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interfaced with both classical potential and density-functional theory
codes to enable iterative learning (on-the-fly) of potential energy sur-
faces (PES) on large supercomputers without human input. For ad-
ditional efficiency, the method exploits structural rigidity of molecular
groups, reducing the degrees of freedom and making the learning pro-
cess analogous to “molecular LEGO“. We present a proof-of-concept
test based on the alanine molecule and an application featuring elec-
tron donor Cgg molecules on the (101) surface of TiO2 anatase. The
Bayesian optimisation structure search (BOSS) acquires PES informa-
tion fast and is particularly efficient in pinpointing the global minimum
structure. This versatile scheme for global minimum search could be
extended beyond interface packing considerations to address complex
configurational problems across scientific disciplines.

O 12.5 Mon 16:00 S051
Substrate-Induced Phases: Polymorphism of Organic Ma-
terials on Surfaces eANDREW O. F. Jones!, Basas
CHATTOPADHYAY?2 1

, Yves H. Geerrs?, and Roranp REesenL! —
nstitute of Solid State Physics, Graz University of Technology,
Petersgasse 16, 8010 Graz, Austria — 2Laboratoire de Chimie
des Polymeéres, Faculté des Sciences, Université Libre de Bruxelles
CP206/01, Campus de la Plaine, 1050 Brussels, Belgium

An increase or change of structural order in the vicinity of a solid
substrate is known for a wide variety of materials. For molecular ma-
terials crystallizing on a solid surface, it has been observed that new
polymorphic forms may exist near the interface with the substrate
which have structures markedly different to those observed in the bulk
material; such phases are termed Substrate-Induced Phases (SIPs). [1]
The presence of a SIP in a compound or a class of materials can be
of crucial significance in terms of its physical properties. However, the
factors that drive such a process are not clearly understood or stud-
ied in depth. With the ultimate aim of controlling material properties
by controlling structure, it is essential to take account of changes in
the structure brought about by SIPs and to work towards controlling
polymorphism in organic thin films. Several examples, with a partic-
ular focus on organic semiconducting materials, will be discussed to
highlight the types of materials that can display SIPs and the current
understanding of their origins.

[1] A. O. F. Jones, B. Chattopadhyay, Y. H. Geerts, R. Resel, Adv.
Funct. Mater., 2015, Accepted for Publication.

0 12.6 Mon 16:15 S051
In-situ LEEM study of the growth of NTCDA on Cu(001)
— oJANA WOLTERS, JANINA FELTER, MARKUS FRANKE, CAROLINE
HENNEKE, and CHRISTIAN KUuMPF — Peter Griinberg Institut (PGI-3),
Forschungszentrum Jiilich, 52425 Jiilich, Germany and Jiilich Aachen
Research Alliance (JARA)-Fundamentals of Future Information Tech-
nology, Germany

A good understanding of the interactions between organic molecules
and metal surfaces is essential for improving the performance of or-
ganic (opto-) electronic devices as well as for fundamental studies of
thin organic films and metal-organic interfaces. In this context the
first organic layer adsorbed on the metal substrate is of special impor-
tance since it is serving as a template for further growth and directly
influences the physical properties of the interface.

As a model system, we investigated the growth of 1,4,58-
naphthalene-tetracarboxylic-dianhydride (NTCDA) on the Cu(001)-
surface in-situ and in real-time with LEEM, and correlated the results
with structural information obtained by uLEED. We identified several
different phases occurring at different temperatures. For one of them,
we observed an unexpected behavior that resembles dendritic growth.

O 12.7 Mon 16:30 S051
Long-Range Order Induced by Intrinsic Repulsion on an In-
sulating Substrate — JuLia L. Nerr!, HAaceEN SONGEN!, eRALF
BecHSTEINY, PHILIPP MaAss?, and ANGELIKA KUHNLE! — lInstitute
of Physical Chemistry, Johannes Gutenberg University Mainz, Dues-
bergweg 10-14, 55099 Mainz, Germany — 2Fachbereich Physik, Uni-
versitdt Osnabriick, 49076 Osnabriick, Germany

Creating complex functional structures on surfaces requires tools like
molecular self-assembly. Here, adjusting the balance between inter-
molecular and molecule-surface interactions is a versatile strategy for
tailoring molecular structure formation. Short-ranged attractive forces
have often been in the focus while long-ranged repulsive interactions
have been explored only rarely, despite their potential for steering
molecular order formation. We report an ordered arrangement of
molecular stripes with equidistant appearance that is formed upon the
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adsorption of 3-hydroxybenzoic acid onto calcite (10.4) at room tem-
perature. The observed next-neighbor stripe distance distributions
deviate substantially from random distributions of non-interacting
stripes, verifying the existence of a repulsive interaction between the
stripes. Even at low molecular coverage, where the average stripe
distance is as large as 16 nm, the stripes are significantly ordered,
demonstrating the long-range nature of the involved repulsive interac-
tion. We show, it is plausible that adsorption-induced charge redistri-
bution alone is responsible for the observed long-range repulsion. This
generic repulsion mechanism is expected to play an important role in
molecular self-assembly on insulators.

O 12.8 Mon 16:45 S051
Interface formation of aromatic molecules on a metal/metal-
oxide nano-template mediated by lateral and vertical in-
teractions — e ALEXANDER TIMMER, HARRY MONIG, Oscar Diaz
ARADO, SAEED AMIRJALAYER, MARTIN UPHOFF, and HARALD FucHs
— Physikalisches Institut, Universitdt Miinster, Wilhelm-Klemm-Str.
10, 48149 Miinster, Germany

The self-assembly of organic molecules on pre-structured surfaces is a
promising approach to steer precise arrangement of molecular nano-
structures. The Cu(110)-(2x1)-O added row reconstruction of a par-
tially oxidized Cu(110) surface, where added Cu and O atoms are ar-
ranged in a striped super-grating along the [100] direction, forms an in-
teresting nano-template exhibiting a well-defined lateral metal /metal-
oxide phase boundary. Previous studies showed that various organic
compounds exclusively adsorb on the pure metal domains. By STM
imaging we confirm this finding for different polycyclic aromatic hydro-
carbons. For low coverages, these molecules predominantly decorate
the metal/metal-oxide boundaries of the (2x1)-O strings in a specific
geometry. By constant height NC-AFM imaging with an O-terminated
Cu tip we achieve both sub-molecular resolution and chemical identi-
fication within the oxide reconstruction allowing a precise adsorption
site determination. Supported by DFT calculations the adsorption be-
havior adjacent to the Cu(110)-(2x1)O reconstruction is compared to
the adsorption on the Cu(110) surface, providing a conclusive picture
of the fine interplay between the involved lateral and vertical interac-
tion.

0 129 Mon 17:00 S051
Interaction of free-base tetraphenyl porphyrin with
MgO(001) surface — eOsMaN Baris MaLcio&Lu! and MICHEL
BooksTeEpTE!"2 — 1Lehrstuhl f. Theoretische Festkorperphysik, FAU
Erlangen-Niirnberg, Erlangen, Germany — 2Chemie und Physik der
Materialien, Universitat Salzburg, Salzburg, Austria

MgO(001) as a pristine surface is chemically rather inert. Under ex-
perimental conditions, step edges, kink-sites and other low coordinated
sites are present. Such sites may chemically interact with adsorbates
and hence play a role in structure formation. Recently, the metalation
of H2TPP with Mg via low coordinated sites on MgO(001) has been
demonstrated [1]. The mechanisms underlying this procesess, however,
remain unclear. We employ ab-initio molecular dynamics simulations
to study how H2TPP may interact with MgO(001) and common low
coordinated sites. We find that H2TPP is mobile on the pristine sur-
face since the phenyl rings stericly hinder physisorption at a specific
surface site. In the presence of a step or kink site, however, phenyl rings
help form a rather stable complex. The molecule aligns at the step or
kink such that spontaneous deprotonation of the macrocycle occurs.
We present the electronic and structural properties of the adsorbate
complex and investigate the photophysical fingerprint of intermediates
and the metallized porphyrins using (hybrid) TDDFT, self consistent
GW and BSE.

[1] J. Schneider et al., ACS Appl. Mater. Interfaces 7, 22962 (2015).

O 12.10 Mon 17:15 S051
Temperature dependence of ethanol water nanophase sepa-
ration in soft graphene mica slitpore — eABpDUL Raur!, Jonas
GIENGER2, Nikoral SEVERIN!, Icor M. Soxorov!, and JURGEN
P. RaBe!? — Humboldt Universitit zu Berlin — 2Physikalisch-

Technische Bundesanstalt, Berlin — 3IRIS Adlershof, Berlin

Real space imaging with Scanning Force Microscopy (SFM) revealed
nanophase separation in a fluid monolayer of ethanol and water con-
fined in a soft graphene-mica slitpore. The interactions which deter-
mine the irregular equilibrium patterns had been attributed qualita-
tively to the interplay of short-range attractive, and long-range elec-
trostatic repulsive interactions. However, determining strength and
range of these interactions quantitatively presented a challenge due to
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the complex screened dipole-dipole interactions, the bending energy of
the graphene sheet, and intermolecular interactions. The interaction
potential, however, has been reconstructed applying an Inverse Monte
Carlo approach on SFM micrographs of the system. The reconstructed
potential was then used to predict the behavior of the system outside
the experimentally accessible range of parameters such as temperature
and vapor pressure, including critical demixing temperature. [1]

To validate this approach experimentally, its predictions regarding
the response of the system to temperature changes were tested by
imaging the nanophase-separated patterns at various temperatures us-
ing an SFM equipped with heating/cooling elements. [1] J. Gienger,
N. Severin, J. P. Rabe, I. M. Sokolov 2015, arXiv:1505.03011 [cond-
mat.stat-mech)]

O 12.11 Mon 17:30 S051
An Interfacial Bridge from a Perovskite to a Fluorite —
Marita O’SuLLivan!, JokE HADERMANNZ, eMarTHEW S DYER!,
STUART TURNER?, JONATHAN ALARIAL, TROY MANNING!, ARTEM M
ABakumov?, Joun B Craripce!, and MarTHEW J RoOSSEINSKY!
— 1University of Liverpool, Liverpool, UK — 2EMAT, Univerisity of
Antwerp, Antwerp, Belgium

Coherent interfaces between materials are essential for many tech-
nological processes, and can give rise to novel physical properties.
Such interfaces can be obtained by controlled 2D layer-by-layer growth
of one material on another. Dimensional matching on the unit cell
length scale can usually used to determine whether 2D layer-by-layer
growth is possible when both materials have the same or similar
structures, but not when the materials have very different structures.
For example, perovskite / fluorite interfaces can be engineered with
less than 1 % strain, but 2D layer-by-layer growth still cannot be
achieved. Using pulsed laser deposition, we demonstrate 2D layer-by-
layer growth of the lattice matched disordered fluorites Lag.5Zrp.501.75
and Ndg.5Zro.501.75 on the perovskite LaAlO3. A joint DFT and
STEM investigation of the interface shows that local restructuring oc-
curs forming a bridge between the perovskite and fluorite, satisfying
the local bonding of both structures. The restructuring is made pos-
sible by the chemical flexibility of the chosen fluorites. This suggests
both dimensional and chemical matching are important for the cre-
ation of coherent interfaces between materials with significantly differ-
ing structures, and that chemical mismatches can be overcome by a
careful choice of materials.

O 12.12 Mon 17:45 S051
Hydroxylation and segregation induced morphology changes
of MgO cube based nanostructures — DaNIEL THOMELE!, AN-
DREAS STERNIGZ, JOHANNES BERNARDI®, SimoN Kracar?, HENRIK
GRONBECK?, and eOLIVER DiwaLp! — Department of Chemistry
and Physics of Materials, University of Salzburg, Salzburg, Austria —
2Institute of Particle Technology, University of Erlangen-Niirnberg,
Erlangen, Germany — 3University Service Center of Transmission
Electron Microscopy, TU Vienna, Austria — 4Department of Applied
Physics and Competence Centre for Catalysis, Chalmers University of
Technology, Géteborg, Sweden

Vapor phase grown MgO cubes have turned out to be extremely valu-
able probes for the investigation of interface chemistry and particle
morphology evolution inside powders. Comparative annealing exper-
iments on these materials in dynamic high vacuum and in different
gas atmospheres revealed the dramatic impact of residual water and
surface hydroxylation on particle morphology and sintering proper-
ties. Moreover, we investigated the structural and energetic proper-
ties of Barium oxide (BaO) units dissolved inside the MgO host and
adsorbed on MgO particle surfaces with HR Transmission Electron
Microscopy and Density Functional Theory (DFT) calculations. The
shape of BaO and MgO particles in a water environment were investi-
gated as a function of temperature. The calculations suggest that the
spherical shapes of the segregates result from the growth process and
become thermodynamically stabilized by surface hydroxylation.

O 12.13 Mon 18:00 S051
Probing the interface between semiconducting nanocrystals
and molecular metal chalcogenide surface ligands: insights
from first principles. — EwmiLio ScaLISE!, STEFAN WIPPERMANN?,
GruLia Garni?, and eDMITRI TarLapiN? — Max-Planck-Institut
fiir Eisenforschung, Diisseldorf, Germany — 2University of Chicago,

Chicago, United States

Colloidal nanocrystals (NCs) are emerging as cost-effective materials
offering exciting prospects for solar energy conversion, light emission
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and electronic applications. Recent experimental advances demon-
strate the synthesis of fully inorganic nanocrystal solids from chemical
solution processing. The properties of the NC-solids are heavily deter-
mined by the NCs surface and their interactions with the host matrix,
due to the high surface-to-volume ratio. However, information on the
atomistic structure of such composites is hard to obtain, due to the
complexity of the synthesis conditions and the unavailability of robust
experimental techniques to probe nanointerfaces at the microscopic
level. Here we present a systematic theoretical study of the interaction
between InAs and InP NCs with SngSéf ligands. Employing a grand
canonical ab initio thermodynamic approach we investigate the rela-
tive stability of a multitude of configurations possibly realized at the
NC-ligand interface. Our study highlights the importance of different
structural details and their strong impact on the resulting composite’s
properties. We show that to obtain a detailed understanding of exper-
imental data it is necessary to take into account complex interfacial
structures beyond simplified NC-ligand model interfaces.

O 12.14 Mon 18:15 S051
A research concept for understanding morpology evolu-
tion and nanoscale atomic arrangement in multicomponent
thin films — VikTor ELorsson!, GEorcios ALmyras!, Bo Lot

RoBERT Bovp?, and eKosTas SArRAKINOs' — ! Nanoscale Engineering

Division, Department of Physics, Chemistry and Biology, Linkoping
University, SE-58183, Linkdping, Sweden — 2Plasma and Coatings
Physics Division, Department of Physics, Chemistry and Biology,
Linkoéping University, SE-58183, Linkoping, Sweden

Synthesis of multicomponent thin films using vapor fluxes with a mod-
ulated deposition pattern is a potential route for accessing a wide
gamut of atomic arrangements and morphologies for property tun-
ing. In the current study, we present a research concept that allows
for understanding the combined effect of flux modulation, kinetics and
thermodynamics on the growth of multinary thin films. This concept
entails the combined use of thin film synthesis by means of multiatomic
vapor fluxes modulated with sub-monolayer resolution, deterministic
growth simulations and nanoscale microstructure probes. Using this
research concept we study structure formation within the archetype
immiscible Ag-Cu binary system showing that atomic arrangement
and morphology at different length scales is governed by diffusion of
near-surface Ag atoms to encapsulate 3D Cu islands growing on 2D
Ag layers. The knowledge generated and the methodology presented
herein provides the scientific foundation for tailoring atomic arrange-
ment and physical properties in a wide range of miscible and immiscible
multinary systems.

O 13: Magnetic Surface Excitations

Time: Monday 15:00-17:30

Invited Talk O 13.1 Mon 15:00 S052
Excitations and dynamics of non-collinear magnetization
states in tailored adatom arrays — eJENS WIEBE — Department
of Physics, Universitdt Hamburg, D-20355 Hamburg, Germany

Arrays of magnetic atoms adsorbed on the surface of a non-magnetic
metal can be tailored in topology [1], magnetic anisotropy [2,3|, in-
teractions [1,4], and Kondo coupling [3] by combining different sub-
strate/adatom species with the manipulation- [1], spin-resolved- [5]
and inelastic- [6] spectroscopy capabilities of the scanning tunneling
microscope. Such arrays are perfect model systems to study the com-
plex phase diagram of strongly correlated multi-orbital electron sys-
tems. Here, I will focus on the rich physics we recently discovered in
arrays of iron adatoms on platinum(111) [2,3,7]. This system can be
theoretically described within the Hund’s metal framework. We can
tune the individual constituents, the Hund’s impurities, from a regime
of emergent magnetism to a multi-orbital Kondo state [3]. By coupling
a few Hund’s impurities to arrays, we find non-collinear ground states
induced by the substrate mediated Ruderman-Kittel-Kasuya-Yosida
interaction [7]. T will present our investigation of the excitations and
dynamics of such non-collinear magnetization states.

[1] A. A. Khajetoorians et al., Nat. Phys. 8, 497 (2012). [2] A. A.
Khajetoorians et al.,, PRL 111, 157204 (2013). [3] A. A. Khajetoori-
ans et al., Nat. Nano. 10, 958 (2015). [4] L. Zhou et al., Nat. Phys.
6 187 (2010). [5] J. Wiebe et al., JPD 44, 464009 (2011). [6] A. A.
Khajetoorians et al., Nature 467, 1084 (2010). [7] A. A. Khajetoorians
et al., Nat. Comm., (accepted, 2015).

O 13.2 Mon 15:30 S052
Origin of inelastic excitations in rare-earth based metal-

organic complexes — eDANIELA RoLF!, MaTTHIAS BERNIEN!,

PauL StoLL!, Qinayu Xul, FaBian NickeL!, CLaubia HARTMANND,
Tosias R. UmBacu!, JENs Kopprascu!, JANINA N. LADENTHIN!,
Enrico ScHIERLE?, EuGEN WESCHKE2, CONSTANTIN CZEKELIUSS,
WoLrrcane Kucnu!, and KarHariNa J. FRaNkeE! — lFreie Uni-
versitat Berlin, Germany — 2Helmholtz-Zentrum Berlin fiir Materi-
alien und Energie, Germany — 3Heinrich-Heine-Universitdt Diissel-

dorf, Germany

Rare-earth atoms with a partially filled f shell exhibit interesting
magnetic properties due to their large magnetic anisotropy. Within
the  Dysprosium-tris(1,1,1-trifluoro-4-(2-thienyl)-2,4-butanedionate)
(Dy(tta)s) complex, Dy exhibits a total angular momentum of J =
15/2 with anisotropy-split M; levels. Employing low-temperature
STM we show that deposition of Dy(tta)s on a Au(111) surface leads
to densely packed self-assembled islands. XMCD measurements on
Dy/(tta)s show a sizeable magnetic anisotropy. dI/dV-spectra on these
molecules exhibit symmetric steps at +7.6 meV, which correspond to
an inelastic excitation. To identify the origin of this feature unam-
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biguously, we compare to spectra taken on the isostructural Gd(tta)s,
showing an inelastic step at a similar energy. As Gd3* has a half-filled
f shell, it is not expected to show any magnetic anisotropy. Hence,
we conclude that the inelastic steps do not arise due to transitions
between the anisotropy-split spin states, but can be explained by the
excitation of molecular vibrations.

O 13.3 Mon 15:45 S052
Tuning the Kondo coupling strength of a single molecule —
eOLoF PETERs!, BENnjaMIN W. HEINrRICH!, CHRISTIAN LoTzE!, XI-
ANWEN CHEN!, MaRkUs TERNEs2, and KATHARINA J. FRANKE! —
IFreie Universitiat Berlin, Arnimallee 14, 14195 Berlin, Germany —
2Max-Planck Institut for Solid State Research, Stuttgart, Germany

Metal adatoms on a metal surface are typically strongly Kondo cou-
pled, leading to a high Kondo temperature Tk, whereas insulating
films efficiently reduce the coupling of such adsorbates resulting in
much lower Tk. This decoupling gives the opportunity to study the
Kondo effect with today’s accessible magnetic fields and temperature
ranges. A disadvantage of these isolating layers is the fixed coupling
constant determined by the specific system.

We report on the controllable, continuous and reversible tun-
ing of the Kondo coupling between a metal-organic complex (Fe-
octaethylporphyrin-Cl) and its underlying Au(111) metal surface un-
der the influence of a scanning tunnelling microscope tip at 1.1 K.
Upon approach of the STM tip to the Fe core, the magnetic anisotropy
increases and eventually a Kondo resonance appears. The Kondo cou-
pling strength continuously increases at further tip approach.

We ascribe these results to a modification of the crystal field by the
tip leading to a shift in the d-level energies. The change in crystal
field also results in a relaxation of the Fe atom towards the substrate
thus tuning the magnetic interactions from weak into the strong Kondo
coupling regime.

O 13.4 Mon 16:00 S052
Reversible switching of the Kondo effect at a giant Rashba
surface — eJENS KUGEL, ANDREAS KRONLEIN, and MATTHIAS BODE
— Experimentelle Physik II, Wiirzburg, Germany

Transition metal phthalocyanine (TMPc) molecules on metal substrate
have recently attracted considerable interest, as they offer a versatile
platform to study and the tune magnetic interaction of the central
metal ion with the substrate’s conduction electrons [1,2]. Especially
the Kondo effect arising from unscreened magnetic moments of the
metal ion has been intensively studied [3,4].

In this contribution we present a low-temperature (T' = 5K) scan-
ning tunneling microscopy and spectroscopy (STS) study of single
MnPc molecules adsorbed on BiAg,, a surface alloy which has been
shown to exhibit a giant Rashba effect [5]. We will show that a STS
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feature close to the Fermi energy —most likely a signature of Kondo
screening— can be reversible switched on and off by controlled manip-
ulation with the STM tip.

[1] A.Zhao et al., Science 309, 1542 (2005).

[2] J. Kiigel et al., Phys. Rev. B 91, 235130 (2015).

[3] D. Rakhmilevitch et al., Phys. Rev. Lett. 113, 236603 (2014).

[4] A. Strozecka et al., Phys. Rev. Lett. 109, 147202 (2012).

[5] C. R. Ast et al., Phys. Rev. Lett. 98, 186807 (2007).

O 13.5 Mon 16:15 S052
Tailoring the magnetic ground state of a two-molecule
Kondo system by chemical interactions — eT. Esar!, B.
LecHTENBERG2, T. DriLMmann3, C. Wacner!, P. KrtUcer3, R.
TeMirovl, M. RonrriNng?, F.B. AnNDERs?, and F.S. Taurz! —
IPeter Griinberg Institute (PGI-3), FZ Jiilich, Germany — 2Institut
fiir Festkorpertheorie, Universitat Miinster, Germany — 3Lehrstuhl
fiir Theoretische Physik II, TU Dortmund, Germany

Molecules are considered to be a promising platform for spintronics
since self-assembly offers the opportunity to create tailored arrays of
single spins. In this context, engineering the interaction between spins
is crucial for future applications.

Rather than relying on the magnetic exchange interaction to tailor
the magnetic properties of a nanostructure, we propose a novel ap-
proach to achieve the same goal: it relies on the systematic use of the
ubiquitous non-magnetic chemical interaction between the constituents
of the nanostructure. Our approach is crucially based on spin-moment
carrying orbitals that are extended in space [1] and therefore allow the
direct coupling of magnetic properties to wave function overlap, i.e.
the formation of chemically bonding and anti-bonding orbitals. We
demonstrate the approach for a dimer of metal-molecule complexes on
the Au(111) surface. Changing the wave function overlap between the
two monomers, we tune the dimer through a quantum phase transition
from a triplet to a singlet ground state, with one configuration being
located extremely close to a quantum critical point.

[1] T. Esat et al., Phys. Rev. B 91, 144415 (2015)

O 13.6 Mon 16:30 S052
The effect of surface oxidation on spin scattering for
the W(110) surface — eSTepHAN Borek!, JURGEN Braunt!,
Jan MiNARD2, DiMa KurnyakHov?, Hans-JoacHIM ELMERsS,
GERD ScHONHENSE?, and HUBgRT EBERT! — !Ludwig-Maximilians-
Universitit Miinchen — 2University of West Bohemia Pilsen —

3 Johannes-Gutenberg-Universitit Mainz

It is well known that the W(110) surface possess interesting proper-
ties due to spin-orbit induced splitting of surface states. In our work
we investigated the spin-orbit induced scattering of electrons from a
clean W(110) surface using corresponding diffraction patterns to get
an overview on the scattering behaviour. It was found that an oxy-
gen passivation of the W(110) surface with a full oxygen overlayer
has a huge impact on the electron diffraction. The oxidation of the
W(110) surface reduces the spin-orbit asymmetry and the figure of
merit whereas the reflectivity is increased. To investigate the surface
electronic structure we calculated angle-resolved photoemission spec-
tra using the fully-relativistic one-step model. Additionally, we will
discuss the impact of full potential calculations on the spin-resolved
diffraction patterns of spin-polarized electrons.

O 13.7 Mon 16:45 S052
Tuning magnetic coupling between organic-metal hybrids me-
diated by a nanoskyrmion lattice — eMacies Bazarnik!, JENs
Brepe?, and RoLAND WIESENDANGER! — !Dept. of Physics, Univer-
sity of Hamburg, Jungiusstrasse 11, D-20355 Hamburg, Germany —
2Donostia International Physics Center, Paseo Manuel de Lardizabal
4 20018 Donostia - San Sebastian, Spain

Molecular spintronic devices offer great potential for future energy-
efficient information technology as they combine ultimately small size,
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high-speed operation, and low-power consumption. There are two ap-
proaches to molecular spintronics: first, to utilize the intrinsic prop-
erties of molecules by depositing them on weakly interacting surfaces
like thin film insulators, graphene, or gold; second, to make use of new
properties of organic-metal hybrids created by strong hybridization of
molecular orbitals with the substrate such as iron films on iridium [1].

Here, we take the latter approach to control the magnetic prop-
erties of organic-metal hybrids and tune the magnetic coupling. We
show how to position fullerene molecules on the skyrmionic lattice of a
single atomic layer of iron on an iridium substrate utilizing the STM-
based atomic manipulation techniques, in order to tune the magnetic
interactions between them.

[1] J. Brede et al. Nature Nano. 9 (2014) 1018-1023

O 13.8 Mon 17:00 S052
Spin manipulation by creation of single-molecule radical
cations — eSusoy Karan!2, Na L3, Yane Zuanc?, Yanc He?, I-
Po Hone?, Huanjun Song?, Jing-Tao Lt®, YoNncrENG Wang!3,
Lianmao Peng3, Kar Wu*, GEorc S. MicHELITSCH®, REINHARD
J. MaUrer®, Karuarina DiLLER®, KARSTEN REUTERS, ALEXAN-
pER WEISMANNY, and RicHARD BERNDT! — lInstitut fiir Experi-
mentelle und Angewandte Physik, Christian-Albrechts-Universitat zu
Kiel, 24098 Kiel, Germany — 2Institut fiir Experimentelle und Ange-
wandte Physik, Universitdat Regensburg, 93053 Regensburg, Germany
— 3Key Laboratory for the Physics and Chemistry of Nanodevices, De-
partment of Electronics, Peking University, Beijing 100871, P. R. China
— 4College of Chemistry and Molecular Engineering, Peking Univer-
sity, Beijing 100871, P. R. China — ®School of Physics, Huazhong Uni-
versity of Science and Technology, 1037 Luoyu Road, Wuhan 430074,
P. R. China — SLehrstuhl fiir Theoretische Chemie, Technische Uni-
versitdt Miinchen, 85747 Garching, Germany

All-trans-retinoic acid (ReA), a closed-shell organic molecule compris-
ing only C, H, and O atoms, is investigated on a Au(111) substrate
using scanning tunneling microscopy and spectroscopy. In dense ar-
rays single ReA molecules are switched to a number of states, few of
which carry a localized spin as evidenced by conductance spectroscopy
in high magnetic fields. The spin of a single molecule may be reversibly
switched on and off without affecting its neighbors. We suggest that
ReA on Au is readily converted to a radical by the abstraction of an
electron.

0 13.9 Mon 17:15 S052

Enantiomer-dependent spin orientation in photoelectron

transmission through heptahelicene molecules — eMATTHIAS
KerTnER!, Jonannes SEBELZ, DANIEL NURENBERG!, KARL-HEINZ
ErnsT?, and HELMUT ZAacHARIAs! — 1University of Miinster, Cen-

ter for Soft Nanoscience and Physikalisches Institut, Wilhelm-Klemm-
Strafse 10, 48149 Miinster, Germany — 2EMPA, Nanoscale Materials
Science, Uberlandstrasse 129, 8600 Diibendorf, Switzerland

The interaction of electrons with helical molecules attains growing
interest due to a spin selectivity in electron transmission. Exper-
iments on self-assembled monolayers of double stranded DNA and
oligopeptides [1] indicated a very efficient spin filtering behavior of
the molecules at room temperature.

In present experiments enantiopure M- and P-heptahelicene
molecules are evaporated onto different metal single crystal surfaces.
The molecules arrange themselves to a highly ordered monolayer [2].
Samples are then irradiated with A = 213nm laser radiation to gener-
ate photoelectrons from the substrate. These electrons are transmitted
through the heptahelicene layer and analyzed with regard to their av-
erage longitudinal spin orientation by Mott scattering. The sign of the
spin polarization depends on the helicity of the enantiomer. The effect
of the heptahelicene on the spin orientation seems to be independent
on the substrate.

References

[1] Kettner, M. et al., J.Phys.Chem. C 2014, 119, 26

[2] Seibel, J. et al., J.Phys.Chem. C 2014, 118, 29135
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O 14: Surface Chemical Dynamics

Time: Monday 15:00-18:00

O 14.1 Mon 15:00 S053
The Importance of Meta-Stable Structures and High Spin
States for Oxygen Activation on Small Gas-Phase Silver
Clusters from First Principles — eWEIQi Wang, Luca M.
GHIRINGHELLI, and MATTHIAS SCHEFFLER — Fritz- Haber-Institut der
MPG, Berlin.

At finite temperature, the silver-cluster catalysts could have transient
meta-stable structures with spin states higher than those of zero kelvin
stable structures (singlets for an even number of silver atoms). These
transient structures could be crucial in activating adsorbed species
like O2. In this work, the temperature-dependent relative stability
of Agn and Ag,O2 (n = 4,8) systems are simulated at different fi-
nite temperatures, by means of replica-exchange ab initio molecular
dynamics (REMD) and efficient Boltzmann-reweighting based meth-
ods (e.g., Weighted Histogram Analysis Method, WHAM, and multi-
state Bennett acceptance ratio estimator, MBAR). The multi-spin-
state free energy surfaces are visualised with the help of Sketch-Map [1].
The results show that meta-stable structures and the spin-polarized
states can synergistically influence the activation of the adsorbed O2
molecule. [1] M. Ceriotti, G. A. Tribello, M. Parrinello, J. Chem.
Theory Comput. 9, 1521 (2013)

O 14.2 Mon 15:15 S053
Long-lived reactive trapped electrons on amorphous ice sur-
faces — oSaran King!, DanieL. WeGkaMPh2, MIcHAEL MEYER!,
MarriN WoLr!, and JuLia STAHLER! — !Department of Physical
Chemistry, Fritz Haber Institute of the Max Planck Society, Faraday-
weg 4-6, 14195 Berlin, Germany — 2ICFO - Institute of Photonic
Sciences, Mediterranean Technology Park, Av. Carl Friedrich Gauss

3, 08860 Castelldefels (Barcelona), Spain

Trapped electron states have been observed for the first time at the
amorphous solid water (ASW) /vacuum interface with relaxation times
fourteen orders of magnitude longer than previously observed in bulk
ASW. The formation, relaxation and decay pathways, and reactivity
of trapped electrons was investigated using time-resolved two-photon
photoemission of >15 bilayers of D2O on the Cu(111) surface. We find
that the decay time of the trapped electron is 15.74 4+ 0.12 s, indepen-
dent of ASW thickness, suggesting an electron hopping mechanism, as
opposed to tunneling, for electron recombination with the Cu surface.
An increase in the ASW /Cu effective work function of approximately
0.5 eV, concomitant with a decrease in the photo-stationary trapped
electron population, is also observed upon repeated irradiation of the
ASW/Cu surface with ultraviolet femtosecond pulses. This is consis-
tent with a reaction between the trapped electrons and the ASW at
the vacuum interface producing an anionic species, and highlights the
possible role of these trapped electrons as reactive intermediates.

O 14.3 Mon 15:30 S053
Reaction-diffusion modeling of hydrogen in beryllium —
eMirko WENSING, DMiTRY MATVEEV, and CHRISTIAN LINSMEIER
— Forschungszentrum Jiilich GmbH, Institut fiir Energie- und Kli-
maforschung - Plasmaphysik, 52425 Jiilich, Germany

Beryllium will be used as first-wall material for the future fusion reac-
tor ITER as well as in the breeding blanket of DEMO. In both cases it
is important to understand the mechanisms of hydrogen retention in
beryllium. In earlier experiments with beryllium [1] low-energy binding
states of hydrogen were observed by thermal desorption spectroscopy
(TDS) which are not yet well understood. Two candidates for these
states are considered: beryllium-hydride phases within the bulk and
surface effects. The retention of deuterium in beryllium is studied
by a reaction rate approach using a coupled reaction diffusion system
(CRDS)-model relying on ab initio data from density functional theory
calculations (DFT). In this contribution we try to assess the influence
of surface recombination. [1] M. Reinelt, A. Allouche, M. Oberkofler,
C. Linsmeier, New J. Phys. 11 043023 (2009)

O 14.4 Mon 15:45 S053
Deuterium/Wasserstoff-Isotopenaustausch an Beryllium und
Berylliumnitrid — ePETRA DoLLASE, MICHAEL EICHLER, MARTIN
KoprpPEN, TiMo DiTTMAR und CHRISTIAN LINSMEIER — Forschungs-
zentrum Jilich GmbH, Institut fiir Energie- und Klimaforschung -
Plasmaphysik, 52425 Jilich, Germany
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In den Fusionsexperimenten JET und ITER besteht die erste Wand
im Hauptraum aus Beryllium (Be). Zur Strahlungskiihlung im Divertor
wird der Einsatz von Stickstoff diskutiert. Dieser kann mit der Oberfl4-
che der ersten Wand zu Berylliumnitrid (BesN2) reagieren. Als Brenn-
stoff werden die Wasserstoffisotope Deuterium und Tritium eingesetzt,
die in der Fusionsreaktion zu Helium und einem Neutron reagieren. Da
der magnetische Einschluss des Plasmas nicht perfekt ist, treffen auch
Deuterium- und Tritiumionen auf die Berylliumwand auf und kénnen
sich dort anreichern. Das soll aufgrund der Radioaktivitdt von Tritium
unbedingt vermieden werden. Daher wird zur Regenerierung der ersten
‘Wand der Isotopenaustausch mit Deuterium untersucht. Wir untersu-
chen den Isotopenaustausch von Deuterium und Protium, um nicht
mit radioaktivem Tritium arbeiten zu miissen. Der Ionenbeschuss wird
dabei mit einer Ionenquelle simuliert. Mit Spannungen bis maximal
5 kV werden Deuterium- und protische Wasserstoffionen in polykristal-
lines Be bzw. BegN»2 implantiert. Die Proben werden dann in-situ mit
Rontgenphotoelektronenspektroskopie (XPS) und thermischer Desorp-
tionsspektroskopie (TDS) analysiert. Anschliefend werden unter den
gleichen Bedingungen hergestellte Proben ex-situ mittels nuklearer Re-
aktionsanalyse (NRA) charakterisiert.

O 14.5 Mon 16:00 S053
Untersuchung der Riickhaltemechanismen von Wasserstoff in
Beryllium Wolfram Verbindungen — eMicHAEL EicHLER, TI-
MO DiTTMAR und CHRISTIAN LINSMEIER — Forschungszentrum Ji-
lich GmbH, Institut fiir Energie- und Klimaforschung - Plasmaphysik,
52425 Jilich, Germany

In den experimentellen Fusionsreaktoren JET und zukiinftig auch
ITER besteht die erste Wand im Hauptraum aus Beryllium (Be). In
Bereichen der héchsten Warmelasten (Divertor) wird zusétzlich Wolf-
ram (W) verwendet. Als Brennstoff werden dieWasserstoffisotope Deu-
terium (D) und Tritium (T) eingesetzt. Durch den Kontakt der Reak-
torwand mit den D- und T-Ionen wird unter anderem das Oberflachen-
material erodiert und an anderen Stellen deponiert. Dadurch entstehen
Be-W Verbindungen. Da das radioaktive T wahrend des Reaktorbe-
triebs in der Wand eingelagert wird, ist die Untersuchung des Was-
serstoffinventars, insbesondere der Riickhaltemechanismen in Be- W
Legierungen von besonderem Interesse. Dazu wird das Ultra Hoch Va-
kuum Experiment namens ARTOSS vorgestellt, welches verschiedene
Oberflachenanalytiken vereint und somit die in situ Préparation und
Analyse entsprechender Materialien unter wohldefinierten Bedingun-
gen ermoglicht. Der Ionenbeschuss im Reaktor wird hier mit einer Io-
nenquelle simuliert. Mit Spannungen bis maximal 20 kV werden Dund
Wasserstoffionen in Be-W Verbindungen implantiert. Ausserdem wer-
den erste Untersuchungen mittels Rontgenphotoelektronenspektrosko-
pie (XPS), thermischer Desorptionsspektroskopie (TDS) und nuklearer
Resonanzanalyse (NRA) gezeigt.

Invited Talk O 14.6 Mon 16:15 S053
In-situ Studies of the Reactivity of Pt Model Catalysts: from
Flat Surfaces to Nanoparticles — eCHRIsTIAN Papp — Physikalis-
che Chemie II, Friedrich-Alexander-Universitat Erlangen-Niirnberg

Nanocluster arrays on supported graphene are intriguing model sys-
tems for catalysis, modeling the highly dispersed particles on real cat-
alysts. We studied the adsorption and oxidation of CO and the chem-
istry of the catalyst poison SO2 on Pt/Gr/Rh(111) with synchrotron-
based high-resolution X-ray photoelectron spectroscopy.

On the Pt nanoclusters, we resolved CO adsorbed at three different
sites, that is, on-top, bridge and step. The C 1s spectra exhibit re-
markable similarities to those on single crystal surfaces: Similar to the
case for stepped Pt(111) surfaces, a clear preference for the adsorption
on the step sites is found, while the preference for the adsorption on
the on-top site over the bridge site on the terraces is less pronounced
than on Pt(111). Temperature-programmed X-ray photoelectron spec-
troscopy revealed an enhanced binding energy for the cluster step sites,
similar to the situation on stepped Pt surfaces. The oxidation of CO
follows roughly pseudo first order kinetics. The activation energy de-
termined from an Arrhenius analysis was found to be smaller than for
stepped and flat platinum crystals.

SOg2 adsorbs in two geometries, perpendicular and parallel to the
surface, on both cluster facets and steps. While we again find a re-
markable similarity to the adsorption situation on single crystals at low
temperature, the reactivity of the nanoclusters is strongly increased.
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O 14.7 Mon 16:45 S053
Temperature induced change in aliphatic monolayers ob-
served by vibrational sum-frequency generation spectroscopy
eANDRE BEIER-HANNWEG!, KATHARINA Maus!, MICHAEL
LackNER!, THORSTEN BaLcar?, Jan WEBER!, and ECKART
HasseLBRINK! — lInstitut fiir Physikalische Chemie, Universitit

Duisburg-Essen — 2Junior Uni-Wuppertal

The conformational order in long, aliphatic calcium-carboxylate
Langmuir-Blodgett (LB) monolayers on solid glass supports is investi-
gated by means of vibrational sum-frequency generation spectroscopy
(VSFS). The C-H stretching vibrations of both the terminal methyl
and the methylene groups are utilized to monitor the chain conforma-
tion at various sample temperatures. With increasing temperature, the
LB-films exhibit structural changes, which can be probed by VSFS due
to a difference in the corresponding signal-intensities at given tempera-
tures. We will discuss how thermodynamic properties can be evaluated
from the spectra.

O 14.8 Mon 17:00 S053
Reaction mechanisms by direct imaging of individual in-
termediates stabilized by surface dissipation and entropy
eALEXANDER Riss!'2, ALEJANDRO PEREzZ Paz3, SEBASTIAN
WickeNBURGZ 4, HsIN-ZoN Tsa1?, Divas G. pe OTevyza®%, ANGEL
RuB10?:19:3 FeLix R. Fiscuer® 78, and MicHAEL F. CrRoMMIEZ 48
— 1Physik-Department E20, Technische Universitit Miinchen, Ger-
many — 2Department of Physics, UC Berkeley, USA — 3Nano-Bio
Spectroscopy Group and ETSF, Universidad del Pais Vasco, CFM
CSIC-UPV/EHU-MPC & DIPC, San Sebastian, Spain — 4Materials
Sciences Division, LBNL, Berkeley, USA — 5Donostia International
Physics Center, San Sebastian, Spain and Ikerbasque, Basque Foun-
dation for Science, Bilbao, Spain — 6Centro de Fisica de Materi-
ales CSIC/UPV-EHU-Materials Physics Center, San Sebastian, Spain
— "Department of Chemistry, UC Berkeley, USA — 8Kavli Energy
NanoSciences Institute at the UC Berkeley and the LBNL, Berkeley,
USA — 9Max Planck Institute for the Structure and Dynamics of
Matter, Hamburg, Germany — °CFEL, Hamburg, Germany

We have directly determined the microscopic mechanisms underlying
complex bimolecular coupling and cyclization reactions of enediynes
through real-space imaging of the precise bond configuration of inter-
mediate species using noncontact atomic force microscopy (nc-AFM).
Supported by extensive theoretical calculations, we reveal that the
observed transient intermediates along the reaction pathway are sta-
bilized by efficient energy dissipation to the substrate and changes in
molecular entropy along the reaction pathway.

O 14.9 Mon 17:15 S053

Exciting phonons: When molecules meet surfaces — ¢ VANESsA
JANE Bukas and KARSTEN REUTER — TU Miinchen, Germany

Exothermic surface chemical reactions may easily release several elec-
tron volts of energy. This challenges first-principles based dynamical
simulations to account for adequate energy dissipation channels. Fo-
cusing on phononic dissipation, a novel embedding scheme for metallic
substrates (QM/Me [1]) allows for energy to be dissipated out of a
quantum-mechanically described reaction zone and into a computa-
tionally undemanding, yet reliably described, extended bath. In the
application to oxygen dissociation over Pd(100) this approach pre-
dicted “hot” O adatoms traveling ballistically over several lattice con-
stants as a consequence of non-immediate energy transfer to the surface
[1].

Despite being similarly exothermic, a much shorter transient mobil-
ity was measured for the O2/Pd(111) reaction [2]. We reconcile this

O 15: STM/AFM:

Time: Monday 15:00-18:30

O 15.1 Mon 15:00 H24
Imaging Molecules in Atomic Force Microscopy with Carbon
Monoxide Terminated Tips — eNikoraJ MoLL, LEo Gross, Niko
PavLICEK, BRUNO SCHULER, and GERHARD MEYER — IBM Research
— Zurich, Sdumerstrasse 4, CH-8803 Riischlikon, Switzerland
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apparent intricacy by quantitatively analyzing the underlying phonon
excitations directly from QM/Me trajectories. This identifies cer-
tain groups of localized surface modes as the dominant dissipation
channels, while comparing the Pd(100) and Pd(111) systems offers
important trend understanding into the influence of surface symme-
try. The thus obtained first-principles perspective on non-equilibrium
adsorbate-phonon dynamics questions prevalent assumptions about en-
ergy sinks made in commonly used model Hamiltonians.

[1] J. Meyer and K. Reuter, Angew. Chem. Int. Ed. 53, 4721 (2014).
[2] M.K. Rose et al., Surf. Sci. 561, 69 (2004).

O 14.10 Mon 17:30 S053
Inelastic Hydrogen Atom Scattering: Role of Electron-
Hole Pair Excitations — eOLIVER BUNERMANN, HONGYAN JIANG,
YvonNE DorENKAMP, and ALEC WoDTKE — Universitat Gottingen,
Institut fiir Physikalische Chemie, Tammannstr 6, 37077 Gottingen

Obtaining an atomic-level understanding of the dynamics of energy
conversion at surfaces remains a complex and challenging area of mod-
ern research in physical chemistry. A general strategy to this field
follows the lessons of gas-phase bimolecular chemical dynamics, where
simple model systems are studied experimentally with great care while
theoretical simulations are developed. One of the simplest systems to
think of is Hydrogen atom scattering from a single crystalline surface.
We built a new apparatus to experimentally investigate this model
system with extraordinary precision. Laser photolysis is employed to
produce a monochromatic H-atom beam. The H-atom beam strikes a
single crystalline surface held in UHV. The kinetic energy and angular
distributions of the scattered H-atoms are measured with extraordi-
nary resolution employing Rydberg Atom Tagging.

Experimental results for scattering H-atoms from metal and insula-
tor surfaces will be presented. In case of an insulator the scattering
is nearly elastic while in case of metals strongly inelastic scattering is
observed. Our results reveal that electron-hole-pair excitation is the
dominate relaxation channel for H-atom translation in case of a metal
surface, an interpretation supported by theoretical calculations [1].

[1] Buenermann, O et al., Science, DOI:10.1126/science.aad4972
(2015)

O 14.11 Mon 17:45 S053
Adatom Diffusion on Metal Surfaces: Disentangling
Phononic and Electronic Energy Dissipation — eSimMon P.
RiTTMEYER, PAaTrICK GUTLEIN, and KARSTEN REUTER — TU
Miinchen

The role of electron-hole pair excitations during dynamical surface pro-
cesses on metal substrates has been controversially discussed. While
adiabatic first-principles calculations often provide a satisfactory de-
scription, an abundance of such excitations is generally suggested by
the continuum of electronic states around the Fermi level. With high-
level non-adiabatic calculations still untractable for extended metal
surfaces, the concept of electronic friction within the local density fric-
tion approximation (LDFA) offers numerically efficient, but approxi-
mate insight.

‘We have recently shown this approach to yield reasonable results
for the vibrational damping of high-frequency adsorbate vibrations on
various metal surfaces [1]. With this confidence we now apply it for
surface diffusion, where non-adiabatic energy losses compete with en-
ergy losses due to phononic coupling. We compare our LDFA-based
molecular dynamics simulations for various alkali-metal adsorbates on
Cu(111) to experimental signatures obtained from He spin echo mea-
surements [2]. This comparison allows to decompose empirically ob-
tained friction coefficients into electronic and phononic contributions
for the first time.

[1] S.P. Rittmeyer et al., Phys. Rev. Lett. 115, 046102 (2015).
[2] D.J. Ward, PhD thesis, University of Cambridge (2013).

New Approaches
Location: H24

Using functionalized tips, the atomic resolution of a single organic
molecule can be achieved by atomic force microscopy (AFM). We op-
erate in the regime of short-ranged repulsive Pauli forces while the
van-der-Waals and electrostatic interactions only add a diffuse attrac-
tive background. With atomic manipulation techniques we induce a
on-surface transformation of an individual aromatic molecule into a
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highly strained 10-membered ring. The formation and breaking of
the C—C bond is reversible which opens up the entire field of radical
chemistry for on-surface reactions by atomic manipulation.

O 15.2 Mon 15:15 H24
Sub-molecular imaging by NC-AFM with an oxygen atom
rigidly connected to a metallic probe Oscar Diaz
Arapo!, eHarry Monic!, Dieco RobpriGUuEz HERMOs0?, MIL-
1ca Toporevic?, ALEXANDER TiMMER!, Smmon ScutER!, GER-
NoT LaNGeEwiscuH!, RuUBEN Pgrez?, and HaraLp Fucus!
1Physikalisches Institut, Westfalische Wilhelms-Universitét, Miinster,
Germany — 2Departamento de Fisica Teérica de la Materia Conden-

sada, Universidad Auténoma de Madrid, Spain

In scanning probe microscopy, the imaging characteristics in the vari-
ous interaction channels crucially depend on the chemical termination
of the probe tip. Here we analyze the contrast signatures of an O-
terminated Cu tip with a tetrahedral configuration of the covalently
bound terminal O atom. Supported by first-principles calculations,
NC-AFM, and STM experiments, we show how this tip can be identi-
fied on a partially oxidized Cu(110) surface. After controlled tip func-
tionalization, constant height NC-AFM imaging in the repulsive force
regime reveals the internal bond structure of an organic molecule. In
established tip functionalization approaches, the probe particles (e.g.
CO or Xe) are only weakly bound to the metallic tip leading to lateral
deflections during scanning. In contrast, our simulations for our tip
show that lateral deflections of the terminating O atom are negligible.
Its structural rigidity, chemically passivated state and a high electron
density at the apex make the O-terminated Cu tip a highly attractive
complementary probe for the characterization of organic nanostruc-
tures on surfaces.

O 15.3 Mon 15:30 H24
Influence of tip sharpness on subatomic resolution capability
of atomic force microscopy — eJULIAN BERWANGER, FERDINAND
HuBer, and Franz Joser GiessIBL — Institute for Experimental
and Applied Physics, University of Regensburg, 93040 Regensburg,
Germany

By lateral manipulation, we show that the predicted diffusion barrier
of 28.5meV of a single iron adatom [1] is lowered due to the presence
of the tip by about 70% [2] and that the force responsible for manipu-
lation is purely attractive for both Cu-terminated and CO-terminated
tips. Moreover, we find that the metallic background of the func-
tionalized tips strongly influences the tip-adatom interaction and the
appearance of adatoms in the AFM channel. In a pyramidical tip
model an increase of the apex angle from 126.0° to 126.9° already
change the tip-adatom interaction from purely attractive to preferably
repulsive. The tip with the apex angle of 126.0° can image adatoms
at a by 30pm reduced tip-sample-distance compared to the tip with
an apex angle of 126.9°. Subatomic resolution can only be obtained at
relatively close tip-sample distances. Therefore we suggest that only
”sharp” CO-terminated tips allow subatomic resolution [3]. [1] N. N.
Negulyaev et al. PRB 79, 195411 (2009), [2] M. Emmrich et al. PRL
114, 146101 (2015), [3] M. Emmrich et al. Science 348, 308 (2015)

Invited Talk O 154 Mon 15:45 H24
Exploring chemical properties of surfaces by means of Atomic
Force Microscopy — ePavEL JELINEK — Institute of Physics of the
CAS, Cukrovarnicka 10, Praha, Czech Republic

Atomic resolution and manipulation is routinely achieved by both scan-
ning tunneling microscopy (STM) and atomic force microscopy (AFM)
nowadays. Despite of large activities in development of the technique,
still some challenges remain, namely the chemical sensitivity on atomic
level. It was demonstrated that AFM force spectroscopy could pro-
vide chemical identity of single atoms [1,2]. In this talk we present two
novel methods extending further the chemical sensitivity of AFM. Elec-
tronegativity has been an important concept in chemistry, originally
defined by Pauling as ’the power of an atom in a molecule to attract
electrons to itself’. However its experimental determination is very lim-
ited. We present a new methodology to measure Pauling’s electroneg-
ativity of individual atoms on surfaces by atomic force microscopy
(AFM). Secondly we show that molecular recognition can be achieved
using an analysis of characteristic minima (zmin (X,y) and dfpin (x,y))
of 3D high-resolution maps combined with theoretical modeling.

[1] Y. Sugimoto et al Nature 446, 64 (2007) [2] M. Setvin et al ACS
Nano 6, 6969 (2012)

O 15.5 Mon 16:15 H24

27

Atomic force microscopy reveals the structure of its tip and
subatomic resolution on single iron adatoms — MATTHIAS
EmMMRIcH!, eFERDINAND HUBER!, FLORIAN PIELMEIER!, JoACHIM
WELKER!, THomas HoOFMANN!, MAXIMILIAN SCHNEIDERBAUER!,
DanieL.  Meurr!, SvitLana Porevsa?, SErRGrY MANKOVSKY?Z,
Diemo KopperiTzscu?, HuBert EBERT?, and Franz J. GiessiBL!
— lInstitute of Experimental and Applied Physics, Department of
Physics, University of Regensburg, 93053 Regensburg, Germany —
2Department Chemie, Ludwig-Maximilians-Universitit Miinchen, Bu-

tenandtstrafie 11, 81377 Miinchen, Germany

A CO molecule adsorbed on a Cu(111) surface can be used to probe
the apex of an atomic force microscopy (AFM) tip [1]. In our recent
work [2], we invert our previous experiment [1] and functionalize our
tip with a CO molecule [3] to investigate single adatoms and clusters
built from individual iron atoms adsorbed on a Cu(111) surface. Our
findings correct our previous interpretation [1] and suggest that dual
and triple minima in the force signal are caused by dimer and trimer
tips, respectively [2]. However, we show subatomic resolution AFM:
single iron adatoms do not appear as a single depression or protrusion,
but as a toroidal structure. Its shape reflects the bonding symmetry
of the adatom to the underlying substrate. Density functional theory
(DFT) calculations support the experimental data.

[1] J. Welker and F. J. Giessibl, Science 336, 444 (2012)

[2] M. Emmrich, F. Huber et al., Science 348, 308 (2015)

[3] L. Gross et al., Science 325, 1110 (2009)

O 15.6 Mon 16:30 H24

High-resolution AFM /STM imaging and force spectroscopy
of van der Walls nanostructures on metal surface — eMARTIN
Svec!, OLEKSANDER STETsovycH!, JAN BerGER!, PaveL HoBbza2,
and PaveL JELINEK! — lInstitute of Physics AS CR, Prague, CZ —

2Institute of Organic Chemistry and Biochemistry AS CR, Prague, CZ

Proper theoretical description of the weak vdW interaction, despite
the large effort, still remains elusive and is intensely investigated. We
prepared and investigated vdW nanostructures made of CO and Xe co-
deposited on Ag(111) surface by a high-resolution 3D mapping with the
AFM technique. We identify the atomic structure of such formations.
In addition, we use the force-distance spectroscopy data, acquired with
functionalized (CO, Xe) tips to gain direct access to the vdW forces
acting between two well-defined systems. Such information provides
a unique opportunity to benchmark the available theoretical methods
employed to describe the vdW interaction. We will provide a direct
comparison of various vdW methods to the experimental data.

O 15.7 Mon 16:45 H24
Intramolecular force contrast and dynamic current-distance
measurements at room temperature — eSoNia MaTENciO!b2,
FERDINAND HUBER!, ALFRED J. WEYMouTH!, CARMEN OcaL?, Es-
THER BARRENAZ, and FraNnz J. GiessiBL! — 'Department of Physics,
University of Regensburg, Germany — ?Institut de Ciéncia de Mate-

rials de Barcelona (ICMAB-CSIC), Spain

AFM can be used to probe the internal atomic structure of molecules
[1]. Intramolecular resolution requires an unreactive tip and has been
achieved at low temperatures. In the presented work we demonstrate
intramolecular and intermolecular force contrast at room temperature
on PTCDA molecules adsorbed on a Ag/Si(111)—+/3 x v/3 surface [2].

In addition, the oscillating force sensor allows us to dynamically
measure the vertical decay constant of the tunneling current, x [3].
The precision of the k measurement was increased by quantifying the
transimpedance of the current to voltage converter and accounting for
the tip oscillation. The obtained x maps show contrast between the
two non equivalent PTCDA molecules of the herringbone phase giving
evidence of a different tunneling barrier height.

[1] L. Gross et al. Science 325, 1110 (2009).

[2] F. Huber, S. Matencio et al. Phys. Rev. Lett.
(2015).

[3] M. Herz et al. Appl. Phys. Lett. 86, 153101 (2005); G. Binnig
et al. Surf. Sci. 126, 236 (1983).

115, 066101

O 15.8 Mon 17:00 H24
Sub-molecular resolution imaging of molecules by AFM:
Pauli versus Coulomb — JoosT vaN DER LiT!, eNADINE J. VAN
pErR HELDEN!, FrancEsca D1 Ciccol!, Prokop HapaLa2, PaveL
JeLINEK?, and INGMAR SwarT! — Condensed Matter and Inter-
faces, Debye Institute for Nanomaterials Science, Utrecht University,
Utrecht, The Netherlands — 2Institute of Physics, Academy of Sci-
ences, Prague, Czech Republic
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In the past year, the origin of the contrast mechanism responsible for
sub-molecular resolution imaging of molecules with functionalized tips
has been a point of great discussion [1-3]. Especially the flexibility of
the probe contributes to the high spatial resolution. Initially, van der
Waals and Pauli interactions were thought to be responsible for the tip
bending. Recently, it has been realized that also electrostatic forces
influence the contrast [4]. Here, we study the role of the electrostatic
force on the tip by imaging strongly polarized molecules with differ-
ently polarized tips. The charge on the final atom of the tip can be
varied by different tip termination. CO tips yield nearly neutral tips
while Xe terminated tips have a slight positive charge. This results
in a difference in contrast in the final AFM image. References: [1] P.
Hampala, PRB, 80, 085421, (2014). [2] J. Zhang, Science, 342, 611,
(2013). [3] S. Hamaélidinen, Phys. Rev. Lett. 113, 186102 (2014). [4]
P. Hapala, Phys. Rev. Lett. 113, 226101 (2014).

O 15.9 Mon 17:15 H24
Extending carbon monoxide front atom identification (COFI)
to probe the second atomic layer of an AFM tip — eDANIEL
MEUER, ANDREAS BarrHoLomAus KELBEL, and FRrRANz JOSEF
GiessiBL — Universitat Regensburg, Germany

The structural details of the tip determine the spatial resolution and
the contrast which is obtained in atomic force microscopy. Welker and
Giessibl demonstrated, that a CO molecule on a Cu(111) surface can
characterize the foremost atomic layer of the apex of a metallic tip [1].
A detailed knowledge of the second atomic layer of the tip would allow
even more insights into the tip structure.

In COFI, the upright bonded CO molecule on, e.g. Cu(111) probes
the front atoms of the tip. We present a new technique where we put
a CO on a Cu adatom essentially lengthening the CO molecule to a
CuCO molecule. Then we trace the tip along a bell shaped curve to
be closer to the second layer atoms next to the front most atoms. This
method, which we call CuCOFI, allows us to characterize even the
second atomic layer of the tip apex in situ by AFM.

References: [1] J. Welker and F. J. Giessibl, Science 336, 444 (2012)

0O 15.10 Mon 17:30 H24

Understanding high-resolution AFM images of water clus-
ters on NaCl substrate — eProkopr HararLal, Jing Guo?, JINBO
PENGZ, DuanyUN Cao?, Liver Xu?, ENgE WanG2, YING JIANGZ,
and PaveL JELINEK! — lInstitute of Physics , Academy of Sciences of
the Czech Republic, Cukrovarnické 10, Prague, 16253, Czech Republic
— 2International Center for Quantum Materials (ICQM) and School
of Physics, Peking University, Beijing 100871, China

AFM using functionalized tips not only reveals chemical bonds within
molecules [1], but it is also an ideal tool for sensing of non-covalent
interactions. Recently we uncovered, using our molecular mechanics
model [2], a crucial importance of electrostatic interaction in AFM im-
ages of various polar molecules [3]|. In this talk we will show that the
AFM imaging of water clusters formed on NaCl surface [4] is also gov-
erned by electrostatic field originating from both the polar O-H bonds
and the ionic surface. The theoretical and experimental comparison
between CO and Cl modified tip indicate that chiral pattern observed
with negatively charged Cl tip is predominantly due to electrostatics.
The ability to acquire and understand high-resolution AFM images
of weakly bonded systems opens new possibilities of AFM in supra-
molecular chemistry and biochemistry. 1. Gross, L. et, al. Science
325, 1110-1114 (2009). 2. Hapala, P. et al. Phys. Rev. B 90, 085421
(2014). 3. Hapala, P. et al. (2015) ( submitted ) 4. Guo, J. et al. Nat.
Mater. 13, 184-9 (2014).

O 15.11 Mon 17:45 H24
Scanning quantum dot microscopy made faster — ¢ CHRISTIAN
WaGNERD2, MICHAEL MAIwoRM?3, CHRISTIAN MULLER®, MATTHEW

F. B. Green!2, PHILIPP LEINEN Eric BuLLINGER?, RoOLF

FINDEISENS, F. STEFAN TauTz!2, and RusLaN TEMIROV!2 — 1Peter
Griinberg Institut (PGI-3), Forschungszentrum Jiilich, Germany —
2JARA-Fundamentals of Future Information Technology — 3Institute
for Automation Engineering (IFAT), Otto-von-Guericke University
Magdeburg, Germany

1,2
b

Scanning quantum dot microscopy (SQDM) is a novel NC-AFM based
scanning probe method that allows for the measurement of electric
potentials with high sensitivity and spatial resolution[1]. To record
SQDM images a single organic molecule is attached to the probe tip.
This sensor molecule works as a quantum dot that can be charged via
tunneling to or from the tip, depending on the local electrostatic po-
tential. In a Af(V) spectrum the charging event causes a sharp dip,
the position of which is the actual quantity of interest. The sharp-
ness of this dip (= 30 meV) suggests that methods beyond Af(V)
spectroscopy could be used to measure its position, allowing image ac-
quisition time to decrease from hours to minutes, making the method
more versatile and easy to use. We discuss an approach to this task
that is based on concepts from control theory such as system identifi-
cation and extremum seeking controller.

[1] C. Wagner, M.F.B. Green, P. Leinen, T. Deilmann, P. Kriiger, M.
Rohlfing, R. Temirov, and F.S. Tautz, Phys.Rev.Lett. 115, 026101
(2015).

O 15.12 Mon 18:00 H24
The energy resolution function of a tunnel junction —
oCHRISTIAN R. Ast!, BerraoLp Jick!, JacoB SENKPIEL!,
MarTHIiAs ELTscHkal, MARKUS ETzZKORN!, JOACHIM ANKERHOLD?Z,
and Kraus Kern!:3 — IMPI fiir Festkorperforschung, 70569 Stuttgart
— 2Institut fiir Komplexe Quantensysteme and IQST, Universitét

Ulm, 89069 Ulm — 3ICMP, EPFL, 1015 Lausanne, Switzerland

The tunnel junction between tip and sample in a scanning tunneling
microscope is an ideal platform to access the local density of states in
the sample through the differential conductance. We show that the
energy resolution that can be obtained is principally limited by the
electromagnetic interaction of the tunneling electrons with the sur-
rounding environmental impedance as well as the capacitative noise of
the junction. The parameter tuning the sensitivity to the environmen-
tal impedance is the capacitance of the tunnel junction. The higher
the junction capacitance, the less sensitive the tunnel junction to the
environment resulting in better energy resolution. Modeling this ef-
fect within P(E)-theory, the P(E)-function describes the probability
for a tunneling electron to exchange energy with the environment and
can be regarded as the resolution function of the tunnel junction. We
experimentally demonstrate this effect in a scanning tunneling micro-
scope with a superconducting aluminum tip and a superconducting
aluminum sample at a base temperature of 15mK, where it is most
pronounced.

0 15.13 Mon 18:15 H24
Scanning Tunneling Microscopy at 20 mK — eTiMOFEY BAL-
AsHOV, MICHAEL MEYER, and WULF WULFHEKEL — Physikalisches
Institut, KIT, Karlsruhe, Germany

We present a compact experimental setup for scanning tunneling mi-
croscopy and spectroscopy at 20 mK. To achieve this temperature,
the microscope is mounted in a bath cryostat containing a 3He/*He
dilution system. High mechanical stability and low electronic noise
ensure a high energy resolution below 50 ueV. Additional capabilities
include a 6 T axial magnetic field, quick tip and sample exchange and
deposition of materials at low temperatures.

The high energy resolution enables precise measurements of com-
plicated electronic systems and inelastic excitations. To demonstrate
the capabilities of the instrument, we show measurements of magnetic
excitations of Fe atoms on Pt(111).

O 16: Surface State Spectroscopy |l

Time: Monday 15:00-18:00

O 16.1 Mon 15:00 H4
Unoccupied band structure of MgO/Ag(100) — eREBECCA
PoscHEL, GianLuca b1 Fiuippo, ANDREJ CLASSEN, and THOMAS
FAausTER — Lehrstuhl fiir Festkorperphysik, Friedrich-Alexander Uni-
verstitdt Erlangen-Nirnberg, Staudtstraffe 7, 91058 Erlangen, Ger-
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many
Magnesium oxide films were prepared by evaporating magnesium on
a well-defined Ag(100) single crystal kept at 440 K in 5 - 10~ "mbar
oxygen. Films of different thicknesses between 1 ML to 20 ML were
deposited on the crystal. The samples were studied by monochro-
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matic angle-resolved two-photon photoelectron spectroscopy (photon
energies 3.05 eV - 3.38 ¢V and 4.56 €V - 4.71 ¢V) and by angle-resolved
vacuum ultra-violet photoelectron spectroscopy (photon energy 21.2
eV). Due to the negative electron affinity of MgO the conduction band
minimum is observed near the low-energy cut-off and the valence band
maximum near the high-energy cut-off within same UPS spectrum. We
determined the evolution of the band gap with increasing film thick-
ness and had a more detailed look at the dispersion of the conduction
band minimum and the valence band maximum for a 5 ML and 20
ML thick film. For films up to 10 ML we found an unoccupied surface
state with a binding energy of 1.24 eV relative to vacuum level which
shows a free-electron-like dispersion.

0 16.2 Mon 15:15 H4
Interfaces of h-BN on Ag(111) and Ag/Cu(111) — eMARTIN
ScawaRrz!, MANUELA GaRNicAl, DANIELE STRADI?, JOHANNES V.
Barru!, and WiLLt AUwARTER! — !Physik Department E20, Tech-
nische Universitat Miinchen, James Franck Str. 1, 85748 Garching,
Germany — 2Department of Micro- and Nanotechnology, Center for
Nanostructured Graphene, Technical University of Denmark, Denmark

Silver has attracted increasing interest as a substrate for heteroepitax-
ial layers, since the growth of a silicene layer on its (111) face has been
demonstrated [1]. We explored different synthesis methods of hexago-
nal boron nitride (h-BN) layers on silver substrates. Beside the direct
growth of h-BN on Ag(111), Ag intercalation on the BN/Cu(111) sys-
tem [2] was investigated. The quality of the resulting layers has been
examined by high-resolution scanning tunneling microscopy while the
electronic structure of the Ag surface upon 2D layer growth has been
studied by scanning tunneling spectroscopy and first-principle calcu-
lations. We demonstrate that the adsorption of the 2D layer alters
the surface potential and has an impact on the binding energy of the
Shockley-state which shifts towards higher energies.

[1] Lalmi, B. et. al. Appl. Phys. Lett., 2010, 97, 223109

[2] Joshi, S. et. al. Nano Lett., 2012, 12, 5821-5828

O 16.3 Mon 15:30 H4
A XPS/XPD study of the topological insulator BiTe
— ePuiLIPP EspeTErRD2, SVEN DORINGZ3, MARKUS EscHBACHS,
MarTHIAS GEHLMANNZ3, CHRisToPH KEUTNERDZ2, CHRISTOPHER
KonLMmaNN!, DomiNniQuE Krurnl?2, Lukasz Prucinski®, ULF
Berces'2, CrLaus M. ScuNEIDER3, and CARSTEN WEsTPHAL:2
— 1Experimentelle Physik I, TU Dortmund, Otto-Hahn-Strafie 4,
D-44227 Dortmund, Germany — 2DELTA - Technische Universitit
Dortmund, Maria-Goeppert-Mayer-Str. 2, D-44227 Dortmund —

3Forschungszentrum Jiilich, D-52425 Jiilich

Three-dimensional topological insulators are considered being a new
state of quantum matter. They show an electronic bulk band struc-
ture with an insulating gap while they also possess metallic and highly
spin-polarized surface states. Since the most interesting effects occur
at the surface of topological insulators, a precise knowledge of the sur-
face morphology and structure is crucial to understand its electronic
structure.

In this study, we demonstrate a surface structure investigation of
the weak topological insulator Bi; Te; by means of photoelectron spec-
troscopy (XPS) and photoelectron diffraction (XPD). These measure-
ments provide chemical as well as structural information of the sample
surface.

The XPD pattern reveal that twelve different surface terminations
are present on top of the sample. Furthermore, we monitored slight
scaling effects and a shifting of individual Bi and Te layers.

O 16.4 Mon 15:45 H4
X-ray spectroscopic studies of the electronic structure of
chromium based p-type transparent conducting oxides —
eEMMA Norron'2, LEo FARRELLYZ, STEPHEN CALLAGHAN!, COR-
Mac McGuinness!, Icor SuvETs!2, and KarsTEN FLEIsCHER}'2 —
ISchool of Physics, Trinity College, University of Dublin, Dublin 2,
Ireland — 2Centre for Research on Adaptive Nanostructures and Nan-
odevices (CRANN)

The valence band structure of p-type transparent oxides - crystalline
Mg:Cra_ ;O3 and nanocrystalline Cu; CrOy- is analysed as a function
of incoming photon energy. Comparisons with crystalline CuCrO2:Mg
are made, the best performing p-type transparent conducting oxide to
date. The valence band of both p-type transparent conducting oxides
show striking similarities to measurements on crystalline CuCrO2 with
all films showing that chromium states compose the top of the valence
band, highlighting the important role of the Cr-O octahedra on the

29

electronic structure.

O 16.5 Mon 16:00 H4
In operando strain-dependent HAXPES of VO; thin films

on piezoelectric PMIN-PT — eArRNDT QUER!, KERSTIN HANFF!,

MarTHIAS KALLAENE!, ADRIAN PETRARUZ, LARS-PHILIP OLOFF!,
HerMANN KonLsTEDT?, and Kar RossnacerL! — !Institute of Ex-
perimental and Applied Physics, University of Kiel, 24098 Kiel, Ger-
many — 2Department of Nanoelectronics, University of Kiel, 24143

Kiel, Germany

The class of transition-metal oxides provides candidate materials for
the realization of so-called Mottronic devices that make use of ultra-
fast and energy-efficient switching between distinct states of correlated
electrons.

A paradigmatic material is VOg, which undergoes a first-order struc-
tural transition from a low-temperature monoclinic phase to a high-
temperature rutile phase at a transition temperature of about 340 K
and simultaneously switches from insulating to metallic behavior by a
five orders of magnitude resistance jump.

Interestingly in VO3 films, insulator-to-metal transition can be tuned
to some degree.

Here we use hard x-ray photoelectron spectroscopy (HAXPES) to di-
rectly study the electronic structure changes in VO3 films on PMN-
PT substrates as a function of temperature and in situ applied lattice
strain.

Our results show clear changes in shape and position of the core level
induced by strain and ferroelectric influence at the device-interface of
the PMN-PT substrate.

O 16.6 Mon 16:15 H4
Rashba Spin-Orbit Coupling in the Presence of Ferroelec-
tricity: Ultrathin Bi-films on BaTiO3 (001) — ePeTER LUTz,
TiMm FiGGEMEIER, HENDRIK BENTMANN, and FRIEDRICH REINERT —
Experimentelle Physik VII and Rontgen Research Center for Com-
plex Materials (RCCM), Universitat Wiirzburg, Am Hubland, D-97074
Wiirzburg, Germany

The merging of two different material systems with specific physical
properties provides a promising way to explore unique and new func-
tunalities. In the case of ultrathin Bismuth (Bi) films on Barium Ti-
tanate (BTO) it was theoretically shown that the electric polarization
of the ferroelectric substrate allows to manipulate the Rashba split Bi
6p states at the Fermi level [1]. By highly-ordered film growth we ex-
perimentally realized the formation of spin-orbit split surface states on
ferroelectric BTO. The electronic structure looks similar to the one of
pure Bi(111) or Bi/Si(111) but the films on BTO grow in thicknesses
down to two bilayers [2]. This enables an enhanced coupling between
the substrate and the Bi states. In our angle-resolved photoelectron
spectroscopy (ARPES) data we investigated changes in the electronic
structure of the electronic states when the ferroelectric substrate is
driven through its structural phase transition [3]. Due to its capability
of manipulating spin split states Bi/BTO may be regarded as a model
system in realizing spintronic devices.

[1] H. Mirhosseini et al., Phys. Rev. B, 81, 073406, (2010) [2] T.
Hirahara et al., Phys. Rev. Lett., 97, 146803 (2006) [3] W. Zhong et
al., Phys. Rev. Lett., 73, 1861 (1994)

0 16.7 Mon 16:30 H4
Giant Circular Dichroism in Soft X-Ray Photoemission From
Non-Magnetic Solids — 0. Fepcrenko!, K. MEepianik?, S.
Cuernov!, D. Kurnvaknov!, B. Scuonuense3, M. ErLcurnl,
A. OrLsNER?, S. DAsTER®, Y. AcrEMANN®, J. VierHaus®, W.
Wurrn%7, T.R.F. Prixoro®, P. Lurz8, C.-H. Min8, F. REINERTS,
J. Braun?, J. MwArR?, H. Esrrr?, H.J. Ermers', and G.
ScHONHENSE! — 1Uni-Mainz — 2Max IV Lab, Lund, Sweden —
3Imperial College London,UK — “Surface Concept GmbH, Mainz
— SETH Ziirich, Switzerland — SDESY, Hamburg — “CFEL, Uni-

Hamburg — 8Uni-Wiirzburg — 9TU-Miinchen

We report on the first measurements of circular dichroism in the an-
gular distribution (CDAD) of photoelectrons from W(110) in the soft
X-ray range. The experiment was performed at beamline P04 of PE-
TRA III, providing circularly-polarized photons in a wide energy range
from 260-2400eV [1]. The novel technique of ToF k-microscopy [2] is
ideal for the study of dichroism. The CDAD asymmetry is surprisingly
large and reaches almost 100% in some regions. It can thus be used as
tool for circular polarimetry throughout the soft X-ray range. CDAD
shows a pronounced dependence on photon energy and k-vector. It
depends on matrix elements and relative phases of partial waves, has
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previously been shown using conventional electron spectrometers [3].
Funded by BMBF (05K13UM2, 05K13GU3)
[1] Viethaus et al., Nucl. Instrum. Meth. A710,151 (2013),[2] Cher-
nov et al., Ultramicroscopy,(2015) doi:10.1016/j.ultramic.2015.07.008,
[3] Schonhense et al., Surf. Sci., 251 (1991).

0 16.8 Mon 16:45 H4
Effects of orbital composition in a pair of spin-orbit-split sur-
face bands at T1/Ge(111) — ePu. Eickuorr!, P. KriGer?, S.D.
Stowwlik!, A.B. ScamipT!, and M. Donarn! — !Physikalisches In-
stitut, Universitit Miinster, Germany — 2Institut fiir Festkorperthe-
orie, Universitat Miinster, Germany

Surface states of the T1/Si(111)-(1 x 1) [1-3] and T1/Ge(111)-(1 x 1)
surfaces are strongly influenced by spin-orbit-interaction (SOI), lead-
ing to peculiar spin textures. Our setup for spin- and angle-resolved
inverse photoemission allows us to study the unoccupied spin-orbit-
split surface states within the whole Brillouin zone. In general, the
surface electronic structures of both systems are very similar. In par-
ticular, surface states with comparable properties are found along I' K,
independent of the substrate. Close to the M point, however, the
spin splitting between a pair of surface states at T1/Ge(111)-(1 x 1) is
considerably smaller than the splitting of the equivalent surface reso-
nances at T1/Si(111)-(1 x 1) — despite the fact that the former ones are
more localized at the heavy T1 atoms. The difference in spin splitting
is counter-intuitive since SOI in these systems is mainly due to the
heavy T1 atoms and, in addition, Ge is heavier than Si. In this talk,
we will show that a peculiar combination of SOI and hybridization [4]
gives rise to the surprising differences observed in the experiment.

[1] S.D. Stolwijk et al., Phys. Rev. Lett. 111, 176402 (2013)

[2] S.D. Stolwijk et al., Phys. Rev. B 90, 161109(R) (2014)

[3] S.D. Stolwijk et al., Phys. Rev. B 91, 245420 (2015)

[4] S.N.P. Wissing et al., Phys. Rev. B 91, 201403(R) (2015)

O 16.9 Mon 17:00 H4
Many body effects on Cr(001) surfaces: An LDA+DMFT
study — eMaLTE ScHULERY?, STEFAN BarrHELD2, MICHAEL
KaroLaK®, MATTHIAS BODE*, ALEXANDER I. POTERYAEV®, ALEXAN-
pER 1. LicHTENSTEIN®, Mixknai, I. KarsneLson?, GIORGIO
SanciovanNi®, and Tiv O. WEenLING! 2 — lInstitut fiir Theoretis-
che Physik, Universitat Bremen, Bremen, Germany — 2Bremen Cen-
ter for Computational Materials Science, Universitit Bremen, Bremen,
Germany — 3Institut fiir Theoretische Physik, Universitit Wiirzburg,
Germany — “4Lehrstuhl fiir Experimentelle Physik II, Universitit
Wiirzburg, Germany — °M.N. Miheev Institute of Metal Physics of
Ural Branch of Russian Academy of Sciences, Ekaterinburg, Russia
— SInstitut fiir Theoretische Physik, Universitit Hamburg, Hamburg,
Germany — “Radboud University of Nijmegen, Institute for Molecules
and Materials, Nijmegen, The Netherlands

The electronic structure of the Cr(001) surface with its sharp resonance
at the Fermi energy is the topic of many experimental and theoreti-
cal works. It is so far unclear and controversially debated whether
the origin of this resonance is an orbital Kondo or an electron-phonon
coupling effect. We have combined ab-initio density functional calcula-
tions with dynamical mean field simulations to calculate the orbitally
resolved spectral function and show that they agree well to (I)PES
data. We conclude that the combination of the realistic description of
the electronic structure and the dynamic treatment of local Coulomb
interaction is necessary to describe the complex many body effect in

d,2 and d . orbitals, which forms the low energy resonance.

0 16.10 Mon 17:15 HA4
Electronic correlations in two-dimensional surface triangular
lattices — eFLORIAN ADLER!, GaNG L1, ANDRzEJ FLESZAR?, FELIX
REeis!, WErRNER HANKEZ2, JOrRG ScHAFER!, and RaLPH CLAESSEN!
— 1Physikalisches Institut and Rontgen Center for Complex Mate-
rial Systems (RCCM), Universitit Wiirzburg, Germany — 2Institut
fiir Theoretische Physik und Astrophysik, Universitat Wiirzburg, Ger-
many

We have examined the electronic structure of two related adatom sys-
tems, namely the V3 x /3 reconstructions of Sn on SiC(0001) and
the vy-phase of Pb on Si(111). In either case, the adatoms form a con-
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generic two-dimensional triangular lattice on their respective substrate,
leaving one dangling bond unsaturated. Despite the half-filled surface
band, both systems end up in a Mott insulating state due to elec-
tronic correlations. In order to grasp the emerging physics, we have
analyzed their spectral functions using angle-resolved photoemission
spectroscopy.

Interestingly, one clearly observes a qualitatively different distribu-
tion of spectral weight within the lower Hubbard band of the two sys-
tems. Depending on the strength of local and non-local Coulomb in-
teractions as well as spin interactions, each system responds differently
to the frustration imposed by the triangular geometry of the substrate.
This results in a possible charge or spin order, which sets its finger-
print on the symmetry and weight distribution of the k-resolved spec-
tral function. The responsible order mechanism can then be tracked
down with the help of many-body calculations. First studies on the
spectral functions and a comparison between the two systems will be
presented.

0 16.11 Mon 17:30 H4
Interdependence of adsorption site and charge distribution
in a single donor-acceptor molecule adsorbed on an ionic

crystal — eToBias MEeIEr!, REMYy Pawrak!, Suicexi Kawarl,

SHI-X1a L1uv2, Yan Genc?, Prokop HaprarLa®, PaveL JELINEKS,
ALexis BaraTorr!, Sivio DEcurriNs?, ERNsT MEYER!, and THILO
GrarzeL! — 1Department of Physics, University of Basel, Switzerland
— 2Department of Chemistry and Biochemistry, University of Bern,
Switzerland — S3Institute of Physics, Academy of Sciences of Czech

Republic, Prague, Czech Republic

Electron donor-acceptor molecules are promising candidates for molec-
ular electronic devices since they may generate separated electron-hole
pairs upon absorption of photons or rectify electrical currents. Rele-
vant properties of such complexes do not only depend on their intrin-
sic donor-acceptor character, but can also be modified by their inter-
action with the underlying surface. We used TTF-dppz [1], a fused
pi-conjugated donor-acceptor molecule, deposited on insulating NaCl
films on Cu(111). To investigate the interplay between the atomic
structures of TTF-dppz and NaCl, we performed high-resolution STM
and AFM measurements at 5 K. The charge distribution above indi-
vidual molecules has been studied by local contact potential mapping
[2,3]. We observed two different charge distributions which strongly
depend on the adsorption site of the molecule. The results have been
correlated with density functional theory calculations. [1] C. Jia et al.,
Chem. Eur. J. 13, 3804 (2007)., [2] S. Kawai et al., ACS Nano 7, 9098
(2013)., [3] B. Schuler et al., Nano Lett. 14, 3342 (2014).

O 16.12 Mon 17:45 H4
Two air- and water- stable ionic liquids in the presence
of TaF5 and NbF5. Photoelectron Spectroscopy Study
— eANNA Dmmitroval, MariT WALLE!, MARCEL HIMMERLICH!,
STEFAN KRiscHok!, ADRIANA Ispas?, and ANDREas Bunp? —
ITechnische Universitéit Ilmenau, Institut fiir Physik und Institut fiir
Mikro- und Nanotechnologien, Deutschland — 2Technische Universitat
Ilmenau, FG Elektrochemie und Galvanotechnik, Deutschland

Electroplating from Ionic Liquids has a great potential for deposition
of metals and alloys with a Nernst potential below that of water de-
composition. In order to control the electrochemical processes, an
understanding of intra- and outer molecular interactions which take
place before the metal electrochemical reduction is required. To this
end we used Photoelectron Spectroscopy as a tool to study the elec-
tronic structure and the local environment of the atoms in thin films
of a binary mixture - Ionic Liquids and TaF5 or NbF5. Two ionic
liquids with a common anionic part were used: 1-butyl-1-methyl-
pyrrolidinium bis(trifluoromethylsulfonyl)imide, [BMP][Tf2N] and
3-propyl-1-methyl-immidazolium  bis(trifluoromethylsulfonyl)imide,
[PMIm|[ Tf2N], in which TaF5 and NbF5 were separately dissolved in
a different stoichiometry. In order to avoid the fast oxidation of both
of the metal salts, the sample preparation and transportation to the
Ultra-High Vacuum Chamber was done in an O2-free atmosphere. In
this study the surface chemical compositions at different ionic liquid-
to-metal salt concentration are discussed and compared with previous
data, where ambient conditions were used for sample preparation.
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Time: Monday 15:00-18:15

O 17.1 Mon 15:00 H6
Self-assembly of Ni-TPP on the Cu (100) surface: elec-
tronic and geometric structure — eGIOVANNI ZAMBORLINI',
VitaLry FEYER!, ANDREA GoLponi®, Mirko PanicHeL?, Gio-
VANNI D1 SANTO®, MARGHERITA MARSILI*® PAaoLo UMARI*, BERND
KorLMann®, Danier LorTNERS, PETER Puscanic®, and Craus M.
ScuNEIDERD'Z — !Peter Griinberg Institute (PGI-6), Research Cen-
ter Jiilich, 52425 Jiilich, Germany — 2Universitit Duisburg-Essen,
D-47048 Duisburg, Germany — 3Elettra Sincrotrone Trieste, 34012
Basovizza, Trieste, Italy — 4Dipartimento di Fisica e Astronomia, Uni-
versita di Padova, 35141 Padova, Italy — 583, Istituto Nanoscienze,
CNR, 41125 Modena, Italy — SInstitut fiir Physik, NAWI Graz, Karl-

Franzens-Universitdt Graz, 8010 Graz, Austria

In this work the adsorption of the Ni-TPP on the Cu(100) surface was
studied by a multi-technique approach combining STM, LEED and
ARPES complemented by DFT. STM measurements show the pres-
ence of two rotational domains oriented with an angle of 16 degrees
respect to each other, leading to a simulated superstructure which is in
good agreement with the measured LEED pattern. Molecular orbital
tomography was employed to determine the azimuthal orientation of
the molecules as well as the molecule-substrate interaction and the
charge transfer phenomena between adsorbed molecules and a metal
surface. The valence band spectra of Ni-TPP/Cu(100) system show
two features originating from the ionization of low energy molecular or-
bitals of adsorbed Ni-TPP. The experimental data are compared with
DFT calculations.

O 17.2 Mon 15:15 H6
Is CuaN/Cu(100) a good insulator? An STM/STS study
of a metal-organic monolayer — ePascaL R. Ewen':2, CRris-
TIAN A. STRASSERT?, ALEXANDER A. KHAJETOORIANSZ, and DANIEL
WEeGNER? — 1Radboud Universtiteit, Nijmegen, The Netherlands —
2Westfilische Wilhelms-Universtitsit, Miinster, Germany

The study of molecules by scanning tunneling microscopy (STM) and
spectroscopy (STS) also includes probing molecule-substrate inter-
actions, which can change physical properties from hybridization to
charge transfer and even to drastic effects such as decomposition. A
thin insulating film can significantly decouple the adsorbate leading
to a behaviour comparable to the isolated molecule. But it turns out
that the decreased interaction with the substrate often causes draw-
backs in the sample preparation or scanning conditions due to lower
sticking coefficients or higher mobilities even at low temperature. In
that respect, CuaN layers have recently gained increasing interest.

We investigate Pt(II) complexes that are used as emitters in proto-
typical OLEDs. Previously, we have shown that Pt-based orbitals are
strongly influenced even by a Au(111) surface, which is commonly con-
sidered to show weak adsorbate-substrate interactions. Therefore, we
have chosen to investigate the decoupling capability of CuaN/Cu(100)
for these complexes. We found that the molecules self-assemble into a
well-ordered monolayer. We determined adsorption geometry by STM
and carefully analysed the spatial and energy distribution of molecular
orbitals via STS-based spectral mapping to evaluate the impact of the
substrate on the molecule.

O 17.3 Mon 15:30 H6
CO adsorption on graphene supported Pt, Rh and Pt-Rh
nanoparticles — eMarcus CrReuTzBURGY?, HEsumaT Nokr', and
AnDREAS STIERLE!'? — 1Deutsches Elektronen-Synchroton (DESY),
Notkestrae 85, Hamburg, Germany — 2Fachbereich Physik, Univer-
sitdt Hamburg, Jungiusstrafe 9, Hamburg, Germany

Small metal nanoparticles dispersed on porous substrates have gained
increasing interest in surface science because of their widespread ap-
plications, especially in heterogeneous catalysis. It was previously
shown that nanoparticles grown by UHV vapor deposition of mate-
rial form ordered arrays on graphene substrates using the moiré of
graphene/Ir(111) as a template. The size and shape of these nanopar-
ticles can be carefully controlled with diameters smaller than 2 nm on
graphene/Ir(111) by the amount of deposited material. In this contri-
bution, we study the adsorption of CO on Pt, Rh and Pt-Rh core-shell
nanoparticles on graphene/Ir(111) using vibrational spectroscopy un-
der UHV conditions. The UHV-IRRAS data demonstrate one adsorp-
tion site for the two-layered Pt and Rh nanoparticles, which is assigned
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to CO on-top edge sites of the nanoparticles, while for the three-layered
Pt and Rh nanoparticles the adsorption of CO on-top edge sites is only
preferred at low CO coverages. For higher CO coverages a second (ad-
ditional) adsorption site with higher wavenumbers is observed, which
is interpreted as on-top adsorption sites on nanoparticle terrace atoms.
Three-layered Pt-Rh core-shell nanoparticles show CO adsorption on-
top of Rh edge and corner atoms at low CO coverages and on-top of
Pt terrace sites at higher CO coverages.

O 17.4 Mon 15:45 H6
STM study of tower-shaped tripodal molecules on a
Au(111) surface — eTimo FraunammEir!, Lukas GERHARD!,
KeviN EpeLMANN'3, MaximiLiaN KRrisTEN!, MARCIN LINDNER!,
MicHAL VaLasEk!, MARCEL Mavyor!2, and WuLF WULFHEKEL! 3 —
Hnstitute of Nanotechnology, Karlsruhe Institute of Technology (KIT)
— 2Department of Chemistry, University of Basel — 2Physikalisches
Institut, Karlsruhe Institute of Technology

We examined three different tetraphenylmethane derivates deposited
on a Au(111) surface using scanning tunneling microscopy (STM) at
5 K. The molecules are designed as tripodal tower-shaped molecules
with a platform that specifically binds to the Au surface and molec-
ular rods of one to three phenyl rings pointing away from the surface
with a nitrile end group to allow contact formation to the STM tip.
We deposited the molecules from a solution with Dichloromethane by
using a spray technique.

It is shown that up to a height of at least three phenyl-rings the
molecules indeed stand upright on their tripodal sulfur-feet with the
head group arranged away from the surface. For the three investigated
molecules, the apparent height, the shape in constant current images
and the conductance at constant height are compared.

O 17.5 Mon 16:00 H6
Line shapes of Cgg vibrational modes in inelastic electron tun-
nelling spectroscopy — eSTEFAN MEIEROTT, NicoLAs NEEL, and
JOora KROGER — Institut fiir Physik, Technische Universitéit Ilmenau,
D-98693 Ilmenau, Germany

Tunnelling contacts comprising W tips coated with Pb and terminated
by single Cgo molecules as well as pristine and Cggp-covered Pb(111)
surfaces were investigated with a low-temperature scanning tunnelling
microscope. The junctions exhibited Cgo vibrational signatures, which
were previously observed [1]. While Pb-coated W tips led to peak-like
line shapes of the vibrational modes in inelastic tunnelling spectra [1]
Cego-terminated tips gave rise to Fano-type profiles. In agreement with
previous calculations [2] we assign the Fano-type line shape to the
electronic structure of the Cgp-terminated tip. The lowest unoccupied
molecular orbital (LUMO) of Cgo at the tip apex covered the range
of vibrational energies, which was identified as a prerequisite for ob-
serving Fano-type line shapes [2]. To test the proposed scenario, the
LUMO energy of Cgop attached to the tip was deliberately modified,
presumably owing to different adsorption geometries at the tip apex
[3]. Upon moving the LUMO energy farther away from the Fermi level
and concomitantly avoiding its overlap with vibrational energies, the
peak-like structures in the vibrational spectra were recovered. Finan-
cial support by the DFG through KR 2912/7-1 is acknowledged.

[1] K. J. Franke et al., J. Phys. Chem. Lett. 1, 500 (2010).

[2] A. Baratoff et al., J. Vac. Sci. Technol. A 6, 331 (1988).

[3] G. Schull et al., New J. Phys. 10, 065012 (2008).

O 17.6 Mon 16:15 H6
Controlled Intermolecular Coupling in Charging Processes of
Molecular Assemblies — eNEmania Kocié!, Dominik BrLank!,
Sivio DEcurTINs?, SHI-X1a Liv2, and JascHa Repp! — llnstitute
of Experimental and Applied Physics, University of Regensburg, 93053
Regensburg, Germany — 2Department of Chemistry and Biochem-

istry, University of Bern, 3012 Bern, Switzerland

In a recent study, we found that electron-acceptor molecules located
at the edges of the self-assembled islands on the Ag(111) surface can
be switched in their charge state by means of the electrostatic field
inside a scanning tunneling microscope junction [1]. Here, we show
that controlled vacancy formation by means of STM-based manip-
ulation techniques allows to convert molecules inside the islands to
edge-like molecules and thereby to create different pattern of molecules
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that show charge switching. Whereas simple electrostatic effects lead
to different switching fields for different arrangements, in addition,
very complex charging pattern originate from strong coupling between
charge states of the molecules. Thereby, our work demonstrates that
very complex functionality can be encoded into only few interacting
molecules and might be a first step towards molecule-based cellular
automata.
[1] N. Kocié¢ et al., Nano Lett. 15, 4406 (2015)

O 17.7 Mon 16:30 H6
Reversible light-induced spin-state switching in Fe(II) spin-
crossover films on Au(111) studied with NEXAFS and PES
— oSEBASTIAN RoOHLF!, MarTHias KaLLANE!, ARNDT QUER!, HOL-
GER NaccerT?, FELIX TUuczEK?, and KA1 RossNnacerL! — lInstitut
fir Experimentelle und Angewandte Physik, Universitat Kiel, 24098
Kiel, Germany — 2Institut fiir Anorganische Chemie, Universitéat Kiel,
24098 Kiel, Germany

Fe(II) coordination complexes are model systems for organic molecules
whose electronic, magnetic, and structural properties can be manipu-
lated by external stimuli. Moreover, the temperature- and irradiation-
dependent spin transitions observed in a number of these materials may
provide a suitable testbed for the development of future spintronic de-
vices. Light-induced spin-state trapping (LIESST) in thin molecular
films of these complexes is well established. Here, we present a com-
bined near edge X-ray absorption fine structure (NEXAFS) and pho-
toelectron spectroscopy (PES) study of the LIESST and, for the first
time, of the reverse LIESST of thin films of the spin-crossover complex
Fe(Habpz)2(phen) adsorbed on Au(111). The NEXAFS spectra reveal
two different stable molecular spin states after green and infrared light
irradiation at low temperatures. The PES results confirm these obser-
vations and, furthermore, provide information on the efficiencies of the
light-induced transition processes.

O 17.8 Mon 16:45 H6
The interaction of deuterium with AgPd/Pd(111) surface al-
loys — eTHOoMAS DiEMANT, JAN MARTIN, and R. JURGEN BEHM —
Institute of Surface Chemistry and Catalysis, Albert-Einstein-Allee 47,
Ulm University, D-89081 Ulm

AgPd/Pd(111) surface alloys, which consist of a reactive and an inert
metal, represent an ideal test case for the study of ensemble effects
on bimetallic surfaces. In the present contribution, we have stud-
ied their deuterium adsorption properties by temperature-programmed
desorption (TPD) measurements. The structural properties (surface
contents and atom distribution) were determined already earlier by
high-resolution scanning tunnelling microscopy (STM) [1], which en-
ables us to correlate the structural properties of these surface alloys
to their adsorption behaviour. Most prominently, a steady decrease of
the adsorbate coverage with increasing Ag content is observed. The re-
sults will be compared to findings on the interaction of CO with these
surface alloys [2].

[1] R. Rétter, Diplomarbeit Ulm University (2009).

[2] Y. Ma et al., Surf. Sci. 603 (2009) 1046, Phys. Chem. Chem.
Phys. 13 (2011) 10741.

O 179 Mon 17:00 H6
Water - Hydroxyl Overlayers on Rh(111) — eCHRISTINE
McMaHON, ALAN MaAsEy, ANDREW HobpGsoN, and GEORGE DAR-
LING — Surface Science Research Centre University of Liverpool Liv-
erpool L69 3BX

At metal surfaces, water ice structures are determined by a competi-
tion between optimising the bonding of molecules to the surface and
optimising the hydrogen bonding within the layer. On some metals
the water overlayer is partially dissociated, this can be induced by
preadsorbing oxygen, leading to a mixed OH+H2O overlayer on metals
where dissociation is not spontaneous. We have used Density Func-
tional Theory calculations to examine partially dissociated overlayers
produced on Rh(111). Specifically we are looking to address questions
that cannot be definitively answered by experiment: what is the op-
timum ratio of OH to H20, and do the resultant structures favour
Bjerrum defects (defects where H atoms point to each other rather
than participating in hydrogen bonding or pointing into/away from
the surface), as found on Cu surfaces.

O 17.10 Mon 17:15 H6
Adsorption of isolated nickelocene on Cu(100) — eMARISA
Faraccl!, NicorLas BACHELIER?, MAaIDER ORMAzA2, BENJAMIN

VERLHACZ?, MARTIN VEROT3, TaANGUI LE BAHERS3, MARIE LAURE
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BocqueT!, and LAURENT LimoT2 — Ecole Normale Supérieure, Dé-
partement de Chimie, ENS-CNRS-UPMC UMR 8640, 75005 Paris,
France — 2IPCMS, Universite de Strasbourg, UMR CNRS 7504, 67034
Strasbourg, France — 3Universite de Lyon, Universite Claude Bernard
Lyon 1, CNRS, ENS Lyon, 69007 Lyon, France

In this work we focus on the study of nickelocene in gas phase and de-
posited on Cu(100). We concentrated on the theoretical description of
the system by implementing Density Functional Theory (DFT) using
the VASP code. We performed an energetic analysis of the adsorption
of nickelocene in three high-symmetric sites by centering the Cp ring
in a top, bridge and hollow site of Cu(100). We move within differ-
ent theoretical approximations (PBE, Grimme, optPBE) to better de-
scribe the main characteristics of the system. Our results show that the
hollow site appears to be energetically more stable in all approaches,
in agreement with the STM experiments. Nickelocene is moderately
chemisorbed. The atomic-orbital projected density of states were also
studied. The lowest unoccupied molecular orbital (LUMO) of Nc is
clearly spin polarized, giving a magnetic character to the molecule.
Hence, the entire Nc molecule is magnetic and the magnetization is
shared by the two Cp rings and by the dyz, dxz shells of the Ni atom.
Upon adsorption the magnetic moment of nickelocene is therefore pre-
served.

O 17.11 Mon 17:30 H6
Chemo-mechanical coupling from first principles: On the
strain dependency of oxygen adsorption on Pd(111) —
e¢GREGOR FELDBAUER, ANJA MicHL, and STEFAN MULLER — Ham-
burg University of Technology, Institute of Advanced Ceramics,
Denickestr. 15, D-21073 Hamburg

Mechanical deformation can affect the adsorption and reaction pro-
cesses of reactants on surfaces. Thus, by straining catalytically active
surfaces their reactivity as well as selectivity can be influenced, which
is of high importance in the field of heterogeneous catalysis.

Here, the adsorption of atomic oxygen on Pd(111) is used as a model
system. At first, the dependence of the adsorption energetics on var-
ious oxygen adsorption sites and coverages is investigated within the
framework of density functional theory (DFT). Furthermore, vibra-
tional frequencies, work functions and densities of states are studied.
Using the DFT results as input data a cluster-expansion Hamiltonian
is constructed to scan exhaustively the configuration space of the ex-
amined model system. This allows to identify the most favourable
adsorption configurations. Additionally, for various configurations bi-
axial strain is applied in the surface plane to obtain the response of
the adsorption energetics. Particularly, the coupling parameter be-
tween the strain and adsorption energies is of interest to allow for a
comparison with experiments.

O 17.12 Mon 17:45 H6
Methanol oxidation on nanoporous gold o WILKE
DononeLLI!, LyupmiLa MoskaLeEva?, and THORSTEN KLONER!
— MIfC, CvO Universitdt Oldenburg, 26111 Oldenburg — 2IAPC,

Universitdt Bremen, 28359 Bremen

Nanoporous metals, such as nanoporous gold (np-Au), have recently
attracted considerable interest due to their potential use in cataly-
sis. These Au-based catalysts can be used for fuel cells, the synthesis
of esters or the selective oxidation of alcohols, where the selectivity
of gold to partial oxidation products is higher than the selectivity
of other metal catalysts. For this study, a kinked Au(321) surface
first introduced by Moskaleva [1] respresents one of the surfaces of the
nanoporous gold. It consists of (111) terraces and zigzag-shaped steps,
which may be favorable as possible adsorption positions for methanol
in partial oxidation reactions. These catalytic surface reactions are
analyzed using the exchange-correlation functional PBE and rPBE-D3
implemented in the plane-wave based Vienna ab initio simulation pack-
age (VASP) within the supercell approach. The aim is the elucidation
of the detailed mechanisms for total and partial oxidation of methanol
on this model surface. We will calculate the adsorption geometries
for the reaction intermediates and transition states in order to identify
the energetically most favorable reaction paths. Beyond that the effect
of adsorbed active oxygen species like atomic oxygen, molecular oxy-
gen or hydroxo and hydroperoxo species on the reaction mechanisms
will be considered. [1] L.V. Moskaleva, V. Zielasek, T. Kliner, K.M.
Neyman, M. Baumer, Chem. Phys. Lett. 525 (2012) 87.

O 17.13 Mon 18:00 H6
A quantum chemical study of adsorption and catalytic ac-
tivity on nanoporous gold (np-Au) surfaces — eGABRIELE
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TomascHUNY, LyupmiLa MoskaLEVAZ, and THORSTEN KLUNER
IfC, CvO Universitét Oldenburg, 26111 Oldenburg — 2IAPC, Uni-
versitat Bremen, 28359 Bremen

The Nanotechnology is one of the most important future technology
fields. The fact, that nanoparticles show an extraordinary relation be-
tween size and the properties of the material, allows us to use them
in a variety of catalytic applications. The np Au as an example shows
a remarkable catalytic activity even though bulk gold is catalytically
inert. The reason for this is the high specific surface area and a high
density of low coordinated surface atoms in the np Au surface. Various
theoretical studies of the Au(111) and Au(321) [1] surfaces could well

O 18: Metallic Nanowires
Time: Monday 17:00-19:30

O 18.1 Mon 17:00 Poster A
Stepped Silicon Surfaces: Exploring the Formation of Spin
Chains — JuLiaN AuLBaca!, eT1M WacNER!, STEVEN C. ERWINZ,
RaALPH CLAESSEN', and JOERG ScHAEFER! — ! Physikalisches Institut
and Rontgen Center for Complex Materials Systems (RCCM), Univer-
sitit Wiirzburg, Germany — 2Naval Research Laboratory, Washington

DC, USA

Adsorption of a submonolayer of gold on various stepped Si(hhk) sub-
strates yield the formation of atomic wire arrays with rather perfect
structural order. As a specific representative, stabilization of the
Si(553) surface by Au adsorption results in two different atomically
defined chain types, one made of Au atoms and one of Si. The latter,
situated at the step edges, forms a honeycomb nanoribbon which is
subject to antiferromagnetic spin ordering [1, 2]. However, the extent
to which the magnetic pattern can be modified, or suppressed, has
remained unexplored. Here our approach is to exploit the tunability
offered by the Si(hhk)-Au family, which exhibits not only varied terrace
widths but also different bonding networks. Based on scanning tunnel-
ing microscopy and density-functional theory we reveal why magnetic
patterns form on particular Si(hhk) surfaces but not on others, and
propose broad strategies for using surface chemistry to control the for-
mation or suppression of spin chains more generally.

[1] J. Aulbach et al., Phys. Rev. Lett. 111, 137203 (2013).

[2] S. C. Erwin and F. J. Himpsel, Nat. Commun. 1, 58 (2010).

O 18.2 Mon 17:00 Poster A
Observation of correlated spin-orbit order in a strongly
anisotropic quantum wire system — eMoNIKA JAGER, CHRIS-
TIAN BrRAND, HERBERT PFNUR, and CHRISTOPH TEGENKAMP — In-
stitut fiir Festkorperphysik, Leibniz Universitdt Hannover, Germany

Vicinal Si(557) surfaces covered by 1.31 ML Pb reveal a 1D transport
behavior below 78 K [1]. The delicate interplay between the superlat-
tice structure, band filling, and extremely large spin-orbit interaction
results in a highly correlated entangled spin- and charge-state. Recent
spin resolved ARPES measurements have shown that the insulating
behavior across the direction of the wires is associated with the for-
mation of a spin-orbit density wave [2, 3].

In order to correlate these findings with the morphology the atomic
structure was investigated by means of STM. Adsorption of Pb at
600 K gives rise to a refacetting of the Si surface into a local (223)
orientation with an average spacing of 1.58 nm. High resolution
STM images have clearly identified V3 X /3 reconstructions on the
4% x 0.332 nm wide (111) terraces. The 0.665 nm periodicity along
the terraces is superimposed by an additional intensity modulation
which is compatible with a 10-fold periodicity deduced from the spot-
splitting seen in former high resolution LEED measurements.

[1] C. Tegenkamp et.al. PRL 95, 176804 (2005).

[2] C. Brand et.al. Nat. Comm. 6, 8118 (2015).

[3] C. Tegenkamp et.al. PRL 109, 266401 (2012).

O 18.3 Mon 17:00 Poster A
Structural and electronic instabilities in Si(hhk)-Au —
eMARVIN DETERT, TiMO LICHTENSTEIN, CHRISTOPH TEGENKAMP,
and HERBERT PFNUR — Institut fiir Festkorperphysik, Leibniz Uni-
versitdt Hannover

For future plasmonic devices understanding at low dimensional collec-

represent the catalytic behavior of the np Au ligaments. The Au(310)
surface with steps, kinks and sinks in the terraces is an additional sur-
face which has a lot of adsorption sites and thus can also very well
describe the np Au surface. We represent the theoretical study of the
methanol oxidation on the Au(310) model-surface with the purpose to
find the feasible adsorption sites for different adsorbates and the fa-
vorable reaction pathways. In this study, we use the plane-wave based
Vienna ab initio simulation package (VASP) [2] with the exchange-
correlation functional PBE [3]. [1] L.V. Moskaleva, V. Zielasek, T.
Kliiner, K. M. Neyman, M. Bidumer, Chem. Phys. Lett. 525 (2012)
87. [2] G. Kresse, J. Hafner, Phys. Rev. B 49 (1994) 14251. (3] J. P.
Perdew, K. Burke, M. Erzenhof, Phys. Rev. Lett. 77 (1996) 3865.
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tive excitations is indispensable. For quasi one dimensional (1d) struc-
tures, Au induced wires on regularly stepped Si(hhk) offer the perfect
playground. Therefore, Si(553) and Si(775) were prepared at coverages
where both surfaces host a double atomic gold chain per terrace. All
measurements were performed at a base pressure of 5 x 10711 mbar
by an electron energy loss spectrometer combined with a setup of spot
profil analysis in low energy electron diffraction providing both high
momentum and energy resolution.

As long time measurements showed a time dependent shift of the
plasmon dispersion for Si(hhk)-Au at various Au coverages, the plas-
monic excitations in Si(775)-Au and Si(553)-Au, particularly the dis-
persion relation and its time dependence, were investigated. Primarily
we took special care to eliminate water and hydrogen from the back-
ground gas. We found that the plasmon dispersion remains unchanged
over time for a coverage of 0.48 ML for Si(553)-Au and a coverage of
0.32ML for Si(775)-Au. Therefore, at these coverages all dangling
bonds seem to be saturated. At other coverages, thermal desorption
spectroscopy shows mainly an Ho peak at 580 °C. Therefore, we con-
clude that atomic hydrogen generated by the electron beam leads to a
modification of structural and electronic properties.

O 18.4 Mon 17:00 Poster A
Local defects in quasi-1D Si(553)-Au — eZaMIN MaMIYEV, TiMO
LicHTENSTEIN, CHRISTOPH TEGENKAMP, and HERBERT PFNUR — In-
stitut fiir Festkorperphysik, Leibniz Universitdt Hannover, Germany

Self-assembled quasi-1D metallic structures formed on vicinal Si sur-
faces are highly attractive due to their individual electronic states that
are confined to a single spatial dimension. In this respect, metal-
lic nanowires induced by Au atoms at the regularly stepped Si(553)
surface exhibit a variety of interesting electronic properties which are
determined by the atomic structure. In order to obtain a quantitative
description of the chemically adsorbed residual gas (CO, H2O, H2) ef-
fect to plasmon loss, time dependent electron energy loss spectra were
measured along the momentum transfer parallel (qH) and perpendic-
ular (g, ) to wires. Plasmon loss energy shows a linear decay of the
adsorption probability as a function of active site concentration, and
an exponential saturation of the additional coverage with time.

On the Si(553)-Au surface Au atoms are arranged in dimerized dou-
ble chains per terrace and show a strong tendency to suffer structural
transitions. Since the whole terrace is chemically active on the Si(553)-
Au surface, it is conceivable that an adsorption of the additional atoms
takes place on these chains. Due to strong chemical bonds, atomic hy-
drogen locally converts the Au chains into an insulator. Therefore, the
atomic hydrogen adsorbed on the surface is limiting the propagation
of collective modes.

O 18.5 Mon 17:00 Poster A
Au/Si(553) and Au/Si(111) surface phonons and Raman scat-
tering efficiencies calculated from first principles — eSERGEJ
NEUFELD, SIMONE SANNA, and WoLF GERO ScHMIDT — Theoretische
Physik, Universitdt Paderborn

Metallic nanowires on semiconducting substrates have been attracting
considerable interest in the last decades. Self organizing gold chains at
vicinal surfaces such as the Si(553) and Si(111) are of particular inter-
est, as the use of stepped templates allows to vary the geometric pa-
rameters and, thus, tune the inter-chain coupling. While microscopic
structural models of Au nanowires on various Si surfaces are available
in the literature, little is known about their vibrational properties in
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terms of surface localized phonon mode frequencies, eigenmodes and
Raman scattering efficiencies. In this work, the phonon mode char-
acteristics of the Au/Si(553) and Au/Si(111) surfaces are calculated
from first-principles. Several surface localized phonon modes are found,
whose phonon frequencies can be directly compared with the spectra
obtained by Raman measurements. Additionally, the differential Ra-
man cross section of the Au/Si(111) surface is calculated via linear
response routines. A qualitative agreement between theoretical and
experimental spectra could be observed.

O 18.6 Mon 17:00 Poster A
Au nanowires at Si(775): Structure, electronic bands
and magnetic ordering calculated from first principles —
oCHRISTIAN BRAUN, SIMONE SANNA, and WoLF GERO SCHMIDT —
Theoretische Physik, Universitdt Paderborn, 33095 Paderborn, Ger-
many

In recent years, one-dimensional systems have increasingly come into
focus due to their interesting electronic properties including, inter
alia, Peierls instabilities and Luttinger liquid behavior. Promising re-
alizations of quasi-one-dimensional systems are, among others, self-
assembled gold nanowires on vicinal Si(111) surfaces.

However, the exact structure of many gold deposited vicinal Si(111)
surfaces are still unclear. In this work, various structures of gold chains
on the Si(775) surface have been investigated by first-principles and,
depending on the gold coverage, different models for this particular
surface are proposed. These are supported by STM simulations and
calculations of the band structure. Interestingly, we find the energeti-
cally most favored models to show a magnetic ordering, similar to the
case of Au/Si(553) surface [1].

[1] SC Erwin, FJ Himpsel, Nature Commun. 1, 1 (2010).

O 18.7 Mon 17:00 Poster A
SPA-LEED investigations of quasi one dimensional Dyspro-
siumsilicide structures on Si(001) — eJAascHA BAHLMANN, FRED-
ERIC TIMMER, and JoacHIM WoLLSCHLAGER — Fachbereich Physik,
Universitat Osnabriick, Barbarastr. 7, 49069 Osnabriick, Germany

The investigation of rare earth metal induced nanowires on silicon is
of particular interest due to their quasi one dimensional structure and
the consequential electronic properties. Dy was deposited on flash-
annealed Si(001) samples by means of physical vapor deposition (PVD)
and examined by spot profile analysis low energy electron diffraction
(SPA-LEED) as a function of the Dy coverage and the sample temper-
ature.

(2 x 4)- and (2 x T)-reconstructions are observed at lower cover-
ages. The formation of these structures appears to be temperature-
dependent. A bundling of the nanowires can be observed at sample
temperatures of 500° C and higher coverages. In addition mean do-
main sizes were determined in order to derive the optimal growth pa-
rameters for the nanowires.

O 18.8 Mon 17:00 Poster A
Structural and electronic properties of rare-earth silicide thin
films at Si(111) — eCurisTor Dugs, WoLr GERO ScHMIDT, and Si-
MONE SANNA — Lehrstuhl fiir Theoretische Physik, Universitat Pader-
born, D-33095 Paderborn

Rare-earth (RE) silicides thin films on silicon surfaces are currently
of high interest. They grow nearly defect-free because of the small
lattice mismatch, and exhibit very low Schottky-barriers on n-type sil-
icon. They even give rise to the self-organized formation of RE silicide
nanowires on the Si(001) and vicinal surfaces.

Depending on the amount of deposited RE atoms, a plethora of re-
constructions are observed for the RE silicide. While one monolayer
leads to the formation of a 1 x 1-reconstruction, several monolayer thick
silicides crystallize in a v/3 x v/3 R30° superstructure. Submonolayer
RE deposition leads to different periodicities.

In this work we investigate the formation of RE silicides thin films
on Si(111) within the density functional theory. The energetically fa-
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vored adsorption site for RE adatoms is determined calculating the
potential energy surface. As prototypical RE, Dysprosium is used.
Additional calculations are performed for silicides formed by differ-
ent RE elements. We calculate structural properties, electronic band
structures and compare measured and simulated STM images. We
consider different terminations for the 5 X 2 reconstruction occurring
in the submonolayer regime and investigate their stability by means of
ab initio thermodynamics. The same method is employed to predict
the stable silicide structure as a function of the deposited RE atoms.

O 189 Mon 17:00 Poster A
Raman spectroscopy of quasi-1D nanowires on the Si(553)-
Au surface — oJULIAN PLAICKNER!, SANDHYA CHANDOLA!, EUGEN
SpEIsErR!, NorBERT Esser!, BenNEpikT HaLBIG2, JEAN GUERTSZ,
JuLiaN AuLsacu®, JORG ScHAFER3, SErRcEJ NEUFELD?, and Si-
MONE SANNA? — !Leibniz-Institut fiir Analytische Wissenschaften -
ISAS - e.V., Berlin — 2Universitat Wiirzburg, Experimentelle Physik
III, Wiirzburg — 3Universitdt Wiirzburg, Experimentelle Physik IV,
Wiirzburg — “Fakultét fiir Naturwissenschaften, Department Physik,
Universitdt Paderborn

Vicinal Si(111) substrates offer an additional control parameter (ter-
race width) for growth of atomic gold chains on Si(111) terraces. More-
over, a new one-dimensional so-called Si honeycomb-like structure is
generated, the latter exhibiting spin polarization effects at low tem-
perature, according to calculations [1], accompanied by small struc-
tural changes at the step edges. Optical methods such as Reflectance
Anisotropy Spectroscopy (RAS) and Raman spectroscopy have been
shown to be sensitive tools to verify surface structure of such nanos-
tructures. Here we concentrate on a study of the surface phonon modes
of the Si(553)-Au-(5x2) surface by Surface Raman Spectroscopy.
Raman spectra Si(553)-Au-(5x2) surface show clear signatures of
Au- and Si related surface vibrations, while RAS shows signatures of
electronic surface transitions [2]. Additionally, the measurement of
Raman spectra for different polarization configurations allows investi-
gating the symmetry of the phonon modes. The comparison of Raman
spectra taken at room temperature and low temperatures shows clear
differences that can be related to specific structural elements of the
surface. This suggests that a structural transition occurred between
the two temperatures.
[1] S. C. Erwin and F. J. Himpsel, Nature Commun. 1, 58 (2010)
[2] C. Hogan et al. PRL 111, 8, 087401 (2013)

0 18.10 Mon 17:00 Poster A
Optical properties and electronic doping of quasi-1D gold
nanowires on vicinal Si surfaces — eSaNDHYA CHANDOLAL,
Eucen Spriser!, JuLiaNn Praickner!, CoNor Hocan2, JuLIAN
AvLBacH®, JOre ScHAFER®, and NoORBERT Esser! — !Leibniz-
Institut fiir Analytische Wissenschaften - ISAS - e.V., Department
Berlin, SchwarzschildstraRe 8, 12489 Berlin, Germany — 2Institute for
Structure of Matter, National Research Council (CNR-ISM) Via Fosso
del Cavaliere, 00133 Rome, ITtaly — 3Universitit Wiirzburg, Experi-

mentelle Physik IV, Wiirzburg

The atomic structures of sub-monolayers of gold on vicinal Si surfaces
are currently under intense discussion. Such structures can be inves-
tigated in microscopic detail by optical techniques such as Reflection
Anisotropy Spectroscopy (RAS), which is extremely sensitive to the
1D nature of these systems. It will be shown that the local electronic
properties of these surfaces can be tuned by controlled doping of hy-
drogen. The optical response of the clean Si(553), Si(553)-Au and
hydrogenated Si(553)-Au surfaces are measured with RAS and com-
pared with density functional theory (DFT) simulations. By analysing
the optical response of the freshly prepared and hydrogenated Si(553)-
Au surfaces, the spectral features can be directly attributed to specific
atomic-scale structural elements on the surface. Hydrogen adsorption
is shown to attenuate the response at spectral regions associated with
the honeycomb chains at the Si step edges. The doping process is
reversible and can be used as a controllable parameter to tune the
electronic properties of this system.
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O 19: Semiconductor Substrates
Time: Monday 17:00-19:30

O 19.1 Mon 17:00 Poster A
Epitaxial Growth of Ultrathin Lead Films on Silicon (111) —
eTogias WitTE, Tim FriGGE, BERND HAFKE, Boris KRENZER, and
MicHAEL HorN-vON HOEGEN — Department of Physics, University
of Duisburg-Essen, Lotharstr. 1, 47057 Duisburg, Germany

Epitaxial growth of ultrathin Pb films on Si(111) was studied by means
of high resolution electron diffraction (SPA-LEED). The 8(v/3x+/3)
reconstruction with 1/3 ML Pb-coverage (1ML= 1 Pb atom per Si
surface atom = 7.84 x 10 Pb atoms/cm?) was prepared by desorp-
tion of a larger amount of Pb at 450 °C and used as a template layer for
deposition. The layer-by-layer growth mode of Pb for coverages larger
than 3 ML was confirmed through LEED intensity oscillations during
deposition at low temperatures of 100 K. In the coverage regime of 1-3
ML the diffracted intensity is strongly reduced, indicating roughening
of the strained Pb film. Films with 3-5 ML thickness are laterally
relaxed through a network of interfacial misfit dislocations which is
observed through satellite spots surrounding all integer order spots in
the diffraction pattern. A G(S)-analysis indicates an increased verti-
cal layer distance of 3.05 A, which relaxes towards the bulk-like value
of 2.87 A for films of 6 or more ML thickness. This behavior is cor-
roborated through the LEED intensity oscillations during deposition,
which were measured at different diffraction conditions (i.e. different
electron energies). Films deposited on the 8(v/3x+/3) reconstruction
exhibit a slight azimuthal disorder, which is reflected through banana-
like distorted integer order spots in the diffraction pattern. These films
are metastable and form islands at temperatures above 220 K.

0 19.2 Mon 17:00 Poster A
Growth, structure and morphology of NiGe and SnGe nano-
structures on Ge(001) — eNicoras Braup!, Smvmon FiscHEr!,
IncA HeibMANN!, THoMmAs ScumipT!, JAN INGo FLEGE!, TomAsz
GRrzeLA2, THOMAS SCHROEDER?, and JEns Fartal — lInstitute of
Solid State Physics, University of Bremen, Germany — 2Leibniz Insti-

tute of Innovative Microelectronics (IHP), Frankfurt (Oder), Germany

Nickel germanide is a promising candidate as a contact material
in MOSFETs and is expected to play an important role in future
Ge-based electronics due to its low formation temperature and low
resistivity. In this context, SnGe can be used as channel material
to improve the CMOS performance, as it has an even higher carrier
mobility than Ge. Here we present an in-situ investigation of the
growth of nickel germanide and SnGe at various temperatures on the
Ge(001) surface by means of low-energy electron microscopy (LEEM)
and micro diffraction (WLEED). We observe the growth of compact
and elongated islands along two orthogonal directions after nickel
deposition at 450°C and 530°C. We also show that with increasing
temperature, the size of the NiGe islands increases while the island
density drastically decreases, showing an Arrhenius like behavior [1].
Subsequent thermal annealing above 600°C results in the dissolution
of the NiGe islands into the bulk substrate. Finally we compare the
results obtained with the NiGe and those obtained with SnGe.

[1] T. Grzela et al., Nanotechnology 26, 385701 (2015)

0 19.3 Mon 17:00 Poster A
Hydrogen etching of SiC(0001): STM study of an epi-
taxy template — eMAXIMILIAN BAUERNFEIND, FELIX REIS, STE-
FAN Grass, JULIAN AuLBAcH, RaLPH CLAESSEN, and JORG SCHAFER
— Physikalisches Institut and Rontgen Center for Complex Material
Systems (RCCM), Universitat Wiirzburg, 97074 Wiirzburg, Germany

The hexagonal (0001) surface of silicon carbide (SiC) offers a huge
playground for the epitaxy of a large variety of different materials,
which has received little attention until now. One challenging aspect
is the growth of high-Z atom lattices made out of, e.g., Sn or Bi in
the monolayer regime, which may potentially form graphene analogs
with a hexagonal structure. Because of the strong spin-orbit coupling
in this class of materials, topological protected edge states can emerge.
To enable epitaxy of such promising high-Z materials, one has to focus
on the substrate quality, and prepare defect-free and well-ordered flat
surfaces. In-situ gas phase etching can thereby attack the inert SiC
much better than chemical pathways. It is performed at temperatures
above 1000 °C in a hydrogen atmosphere.

To get new insights of this substrate on the atomic scale, we will ad-

: Structure, Adsorption and Growth
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dress in general the differences between the etching treatments in a
stationary and a flowing hydrogen atmosphere by means of scanning
tunneling microscopy. To be specific, we will demonstrate the effects
of different hydrogen flow values, including addition of the inert gas
helium, as well as the influence of the substrate temperature. The
results will be analyzed regarding large-scale terrace formation and
defect density.

0 19.4 Mon 17:00 Poster A
Growing mechanism and tip-induced switching of acetyl-
biphenyl on Si(100)-(2x1):H — eFrank Eisenuut!, Jus-
tus Krocer!, Ansa Nicken!, Xavier Bousu?, GIANAURELIO
CuniBeRTI?, and FrRaNcEsca Morgsco! — llnstitute for Materials
Science, Max Bergmann Center of Biomaterials, and Center for Ad-
vancing Electronics Dresden, — 2Dresden Center for Computational
Materials Science (DCCMS), TU Dresden, 01062 Dresden, Germany
— 3CNRS, CEMES (Centre d’Elaboration des Matériaux et d’Etudes
Structurales), Toulouse, France

The investigation of molecules on semiconducting surfaces has caused
much effort and can push forward molecular electronic devices. In this
context one approach is to exploit the structure and related proper-
ties of the molecules and to use them as electronic components. In
this study one candidate for a molecular latch, acetylbiphenyl (ABP),
was investigated by means of low-temperature scanning tunneling mi-
croscopy on the passivated silicon surface. Firstly here we report on
the growing mechanisms of ABP on Si(100)-(2x1):H. The molecule is
fulfilling a dangling bond initiated growing mechanism along as well
as perpendicular to the silicon dimer rows and consequently it is form-
ing a l-dimensional molecular assembly. Despite the growing of the
molecule we found a reversible tip-induced conformational change of
a molecule at the end of the grown molecular chain. This molecular
change can be possibly used as a switch on this surface.

0 19.5 Mon 17:00 Poster A
Real-space investigation of the reaction channels of acetylene
on Si(001) — PaTricK KIRSTEN, € CHRISTIAN LANGER, and MICHAEL
DUrr — Institut fiir Angewandte Physik, Justus-Liebig-Universitat
Giessen, 35392 Giessen

Ethylene and acetylene adsorption on Si(001) are benchmark systems
for the understanding of adsorbate reactions on semiconductor sur-
faces. In the case of ethylene, the [2+42] cycloaddition proceeds via a
mobile precursor state; in the final state the ethylene molecule is ad-
sorbed either on top of one dimer or bridging two neighbored dimers of
one dimer row. Due to different conversion barriers from the precur-
sor into the final state, the on-top configuration is favored by a factor
of ten at room temperature [1]. Early experiments on acetylene ad-
sorption also report a precursor-mediated reaction channel [2]. On the
other hand, DFT calculations suggest the existence of a direct reaction
pathway for CoHz on Si(001) [3].

In order to resolve this contradiction, we performed STM measure-
ments after adsorption of acetylene at different surface temperatures.
The ratio of on-top to end-bridge configurations is found to depend on
surface temperature. From the temperature dependence, a precursor-
mediated reaction is concluded and the barrier difference for the two
reaction channels is calculated.

[1] Mette, et al., Chem. Phys. Lett. 483, 209 (2009).
[2] Clemen, et al., Surf. Sci. 268, 205 (1992).
[3] Cho and Kleinmann, Phys. Rev. B 69, 075303 (2004).

0 19.6 Mon 17:00 Poster A
High Resolution Electron Energy Loss Spectroscopy of Am-
monia Adsorbed on a Water Reacted Si(001)-(2x1)-Surface
— NikLAs ForRNEFELD!, eFELICITAS ScHoLz!, FrRaNcOIsS RocHETS,
STEFAN Kubsky?, and ULrica KOHLER! — 'AG Oberflichenphysik,
Ruhr-Universitit Bochum, Germany — 2Synchrotron Soleil, St. Aubin
(Paris), France — 3Laboratoire de Chimie Physique Matiére et Ray-
onnement, Univ. P. et M. Curie, Paris, France

Surface bound hydroxyl-groups on silicon surfaces became an interest-
ing topic for research due to their use as interface between an anorganic
and an organic semiconductor. To investigate the binding properties
(e.g. pKa-value) on those silanol-groups we studied the adsorption of
ammonia (NH3) as an example for a Lewis base. In order to verify the
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adsorption geometry and the behavior during the process of unfreez-
ing, that had been proposed on the basis of XPS/NEXAFS studies, we
studied the NH3/(H/OH)/Si(001)-(2x1) system with HREELS at 125
K and 300 K. We report the self-limited adsorption of molecular am-
monia on surface silanols in a proton-acceptor geometry (NH3 giving
lone pair to Si-OH) at 125 K. The saturation coverage was found to be
smaller than one monolayer. In addition there were indications for the
growth of a small amount of SiNH» (dissociation of NH3) that seems to
increase with higher dosage up to 17 L. At 300K (after unfreezing) the
molecularly bound ammonia completely desorbs due to weak bonding
while the behavior of SiNHz could not finally be cleared up.

0O 19.7 Mon 17:00 Poster A
Sub-surface Incorporation of 3d Metal Atoms Into Bi(111)
Films — eN.J. VorLLMmERs!, C. KLEIN?, G. JNawaL1?, D. LUKER-
MANN? C. TreceEnkamp®, H. Prn0R2, M. Horn-voN HOEGENZ,
W.G. ScumipT!, and U. GERsTMANN! — I Theoretische Physik, Uni-
versitit Paderborn — 2Fakultét fiir Physik, Universitit Duisburg-

Essen — 3Institut fiir Festkorperphysik, Leibniz Universitiat Hannover

Substrate-stabilized Bi(111) bilayers and Bi(111) surfaces have been
studied intensively due to the occurrence of strongly spin-orbit split
surface states. The Bi(111) surface provides a well-defined incorpora-
tion site in the first bilayer that traps highly coordinating atoms like
transition metals (TMs) or noble metals [1].

Here we use density functional theory (DFT) to gain a microscopic
insight into the sub-surface incorporation and its implication for the
Bi surface electronic properties. The Quantum-ESPRESSO package
is used for relativistic DF'T calculations. Thereby, spin-orbit coupling
effects are included by using a numerically efficient PAW-based imple-
mentation [2]. It is found that 3d TMs penetrate the surface barrier-
free, thereby causing no morphological changes at the surface. Isolated
atoms assume a seven-fold coordinated interstitial position, and pro-
vide metallic near-surface state. Furthermore, we investigate the in-
teraction between these subsorbates by analyzing subsorbate densities
up to one impurity per Bi(111) unit cell. Interestingly in comparison
to the single impurity, the Bi(111) lattice is restored to its ideal form.

[1] C. Klein et al., Phys. Rev. B 91, 195441 (2015).

[2] U. Gerstmann et al., Phys. Rev. B 89, 165431 (2014).

O 20: Tribology: Surfaces and Nanostructures

Time: Monday 17:00-19:30

0O 20.1 Mon 17:00 Poster A
Preparation of structurally lubricated crystalline Au nano-
particles on HOPG for investigations on the shape and ori-
entation dependence of sliding friction — eFELIXx HARTMUTH,
MarTHIAS VORHOLZER, DIRK DIETZEL und ANDRE SCHIRMEISEN —
Institute of Applied Physics, Justus Liebig University Giessen, Germa-
ny
The widely acknowledged fundamental concept of structural lubricity
explains the phenomenon of unusually low friction between two clean,
rigid, and atomically flat surfaces with a structural surface mismatch
that occurs due to incommensurate lattice parameters with regard to
the sliding direction. Recent experiments and theoretical studies on
structurally lubricated nanoparticles imply that besides the general
lattice structure, the particle shape and orientation are also crucial
key factors for the determination of sliding friction [1][2]. Since sligh-
test particle rotation can already influence the interfacial friction, va-
lidating these concepts requires well defined nanoparticles and high-
precision manipulation schemes. Therefore an improved manipulation
procedure that allows in situ switching between FM NC-AFM and
contact AFM has been set-up. First results obtained using gold nano-
particles on HOPG show that friction does indeed sensitively depend
on the particle orientation. Further analysis will concentrate mainly
on the switch in and out of pseudo-commensurate orientations.

[1] Dietzel et al., Phys. Rev. Lett. 111 (2013)
[2] de Wijn et al., Phys. Rev. B 86 (2012)

O 20.2 Mon 17:00 Poster A
Surface oxidation of metallic glass surfaces and its effect on
nanotribology — eKal Rirrgen!"2, ARNAUD CARON®, and RoLAND
BeNNEWITZ!2 — 1INM Leibniz-Institute for New Materials, Campus
D2.2, 66123 Saarbriicken, Germany — 2Department of Experimen-
tal Physics, University of Saarbriicken, 66123 Saarbriicken, Germany
— 3Korea University of Technology and Education, Department of
Energy, Materials and Chemical Engineering, Chungcheongnam-do,
31253 Republic of Korea

Owing to their high strength and hardness metallic glasses have been
recognized as potential materials with enhanced wear resistance for tri-
bological applications. While metallic glasses are prone to oxidation,
the formation of surface oxide and its impact on tribological proper-
ties has been scarcely investigated. In this work we use a correlative
approach to determine the influence of surface structure and chem-
istry on the friction and wear of metallic glass surfaces. Surface struc-
tural properties of several different metallic glasses are investigated by
AFM in ultra high vacuum after Ar-sputtering and controlled oxidation
treatments. Surface oxides are further characterized by SEM, TEM,
and XPS. The tribological response of metallic glass surfaces with and
without oxide layer is determined by AFM- and nano-scratching in air
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and in ultra high vacuum. Sputtered and oxidized surfaces of metallic
glasses and their crystalline counterparts were compared to determine
the relevant physical processes in wear mechanisms.

0 20.3 Mon 17:00 Poster A
Study of Nano Particle Interaction Force of Various Ma-
terial Systems Using Atomic Force Microscopy — eIrRINA
ScHREZENMEIER!, DANIEL GEIGER', CLARA WANJURA!, MATTHIAS
Roos?, EugeN Foca?, and OTaMAR MarTi! — lInstitute of Exper-
imental Physics, Ulm University — 2Cleaning Technology Analytics,
Carl Zeiss SMT GmbH

The use of nano particles in todays applications and the understanding
of their characteristics is of utmost scientific and technological inter-
est. One of these characteristics that needs further attention is the
interaction force of nano particles with different substrates. We found
that the interaction force of silica particles on silicon substrate shows
aging phenomena. The force increases with time and parameters like
humidity and temperature influence it as well. The aim of this work is
to extend the measurements to the interaction force of various material
combinations, such as aluminium particles on aluminium substrates,
as well as combinations of aluminium with silica particles and silicon
substrates. Further it is investigated if the roughness of the substrate’s
surface has an influence on the interaction force of the particle to this
surface. Measuring this force is done by lateral atomic force microscopy
(AFM). Thereby the particle is moved in contact mode AFM, where
the torsion of the cantilever gives the force excerted on the particle.
The trajectory of the particle is then recorded by imaging the sample
in tapping mode AFM before and after the displacement.

O 204 Mon 17:00 Poster A
Energy Dissipation Mechanisms in Layered Structures —
eDiLEK YILDIZ, MARCIN KisiEL, and ErRNsST MEYER — Universitat
Basel

Bodies in relative motion separated by few nanometers gap experi-
ences a tiny friction force. Although nature of non-contact friction
is not fully understood yet, it can be measured by highly sensitive
cantilever oscillating like a tiny pendulum over the surface. We inves-
tigate non-contact friction between Atomic Force Microscope (AFM)
tip and the surface of TaS2 and Highly Oriented Pyrolytic Graphite
(HOPG) crystals. Both samples are layered crystals with weak inter-
action between the layers. Yet, the origin of dissipation due to tip -
sample interaction is different. While electrostatic type of dissipation
is observed to be dominant on TaS2 surface, this type of dissipation is
absent on HOPG surface. Interest of this study is to observe frictional
response of TaS2 and HOPG to understand the dissipation mechanism
in layered structures depending on their surface structures.



Regensburg 2016 — O

Monday

O 21: Morphology Prediction at Interfaces: Theory meets Experiment

Time: Monday 18:15-20:30

O 21.1 Mon 18:15 Poster E
Simulating stencil lithography of C60 growth: Impact of lo-
calized deposition — eB. Harrung, N. KLeEpPMANN, and S. H.
L. Kraprp — Institut fiir Theoretische Physik, Technische Universitat
Berlin, Hardenbergstrasse 36, 10623 Berlin, Germany

Understanding and controlling the assembly of crystalline structures
of complex organic molecules is an important aspect of the manufac-
turing of efficient organic and organic/inorganic hybrid semiconduc-
tor devices. In organic molecular beam epitaxy growth scenarios, the
structure formation can be manipulated by using stencil masks to re-
strict the molecular beam to a certain area of the substrate. This
technique is known as stencil lithography. To examine the basic effects
of the mask on the growth behavior of organic molecules, we use C60
homoepitaxy as a model system, based on previous studies |1, 2]. To
this end we perform Kinetic Monte Carlo simulations, where the ad-
sorption of particles is restricted to a quadratic area, which is small
compared to the size of the overall substrate surface.

The growth behavior shows a transition from the formation of
multilayer-islands (covering only the surface of the deposition area)
to the formation of monolayer-like islands, the control parameters be-
ing the temperature and the adsorption rate. We discuss this behavior
studying layer coverages and geometric aspects of growth.

[1] S. Bommel, N. Kleppmann et al., Nat Comm 5, 5388 (2014),
doi:10.1038 /ncomms6388

[2] N. Kleppmann, S. H. L. Klapp, J. Chem. Phys. 142, 064701
(2015)

O 21.2 Mon 18:15 Poster E

Naphthalene‘s six shades on graphite — eFaLko Soikal,

MATTHIAS MEISSNER!, TAKASHI YAMADA2, TOSHIAKI MUNAKATAZ,
RomaN Forkir!, and TorsTEN Fritz! — !Institute of Solid State
Physics, Friedrich Schiller University Jena, Helmholtzweg 5, 07743
Jena, Germany — 2Department of Chemistry, Osaka University, 1-

1 Machikaneyama, Toyonaka, Osaka 560-0043, Japan

Naphthalene (C10Hs) is the smallest member of the polycyclic aro-
matic hydrocarbons (PAH). For C19Hg two commensurate monolayer
phases on graphite have been reported so far. By using low energy
electron diffraction (LEED) we re-analyze precisely the lattice param-
eters of these systems. Surprisingly, we found a total of six different
phases of which only one exhibits an ordinary commensurate registry
with graphite. Two further phases vanish irretrievably upon a change
in the temperature, while the other three can be converted into one
another reversibly. We studied in detail how to obtain the different
phases by varying the amount of molecules deposited as well as the
substrate temperature. Eventually, the complex behavior and poly-
morphism of Cj9Hg on graphite is compiled in a phase diagram. We
believe that such manifold systems should be taken into considera-
tion for theories which try to predict structures and morphologies of
adsorbates on surfaces.

O 21.3 Mon 18:15 Poster E
Investigation of the lateral and vertical structure of CuPc
on Cu(001) — eMARKUS FRANKE, SONJA SCHRODER, JONAS VAN
BEBBER, and CHRISTIAN KUMPF — Peter Griinberg Institut (PGI-3),
Forschungszentrum Jiilich GmbH, Jiilich, Germany, and Jiilich-Aachen
Research Alliance (JARA) - Fundamentals of Future Information Tech-
nology

For thin molecular films adsorbed on metal surfaces it has been shown
that morphology has a big influence on the electronic properties of
the system. To achieve a better understanding of the formation of or-
dered structures, we investigated the system Copper-I1I-phthalocyanine
(CuPc) on Cu(001).

Depending on the substrate temperature and the (sub-monolayer)
coverage the CuPc molecules form several different commensurate
structures or, at low coverages, remain disordered. We characterized
these different phases using STM and LEED, and in one case also
with XSW. The most remarkable result may be the breaking of the
fourfold symmetry of the LUMO in one of the structures, caused by
the degeneracy of both LUMO states being lifted upon adsorption.
This is surprising, since both the Cu(001) substrate and the adsorbed
molecules originally have the same (fourfold) symmetry.
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O 21.4 Mon 18:15 Poster E
Free-Base 5,10,15-tris(pentafluorophenyl)corrole adsorp-
tion on Ag(111) — eHazeM ALpDAHHAK!, STEFANO TEBIZ,
Mateusz Paszkiewicz3, Eva Raurs!, Uwe GERSTMANN!,
STEFAN MULLEGGER?, FLORIAN KLAPPENBERGERS, WOLFGANG
ScuOFBERGER?, and WoLr GErRO ScuMIDT! — !Lehrstuhl fiir Theo-
retische Materialphysik, Universitit Paderborn — 2Festkorperphysik,
Universitét Linz — 3Physik Department E20, Technische Universitit

Miinchen — #nstitut fiir Organische Chemie, Universitit Linz

While corroles are structurally closely related to porphyrins, they have
lower symmetry, smaller cavities, which enables them to stabilize metal
ions in exceptionally high oxidation states. This makes them highly
interesting for a variety of applications in medicine, catalysis, sensors
as well as for solar cells.

Here, dispersion-corrected density-functional theory (DFT) calcu-
lations supported by scanning tunneling microscopy (STM) measure-
ments and X-ray photoelectron spectroscopy (XPS) measurements on
the adsorption of the free-base 5,10,15-tris(pentauorophenyl)corrole on
Ag(111) surface are presented. Both, single adsorbed molecules as well
as monolayer thin films are studied. Single molecules adsorb with its
macrocycle tilted with respect to the surface. The tilted adsorption
geometries enable the molecules to aggregate in non-trivial interwoven
monolayer structures. The simulated STM data as well as the simu-
lated X-ray photoelectron spectroscopy (XPS) data for the Cls, Fls
and Nls edges in conjunction with the measurements nicely confirm
the molecular structures concluded from the total-energy calculations.

O 21.5 Mon 18:15 Poster E
Behaviour of the water lithium niobate interface studied from
first principles — eREBEccA HOLSCHER, SIMONE SANNA, and WOLF
GERO ScHMIDT — Paderborn University

Lithium niobate (LiNbOs3, LN) is a frequently used material for optical
and acoustic applications due to its strong piezoelectric, pyroelectric,
and photorefractive properties. As for other ferroelectric materials,
manipulating the polarization can change the surface reactivity. This
opens the possibility for the realization of molecular detectors and
other devices [1]. The water lithium niobate interface is largely un-
known. Moreover, recent results show that basic properties of water
such as the freezing temperature are strongly polarization dependent
[2]. We present here ab initio calculations on the adsorption of water
films on both the positive and the negative Z-cut and the X-Cut surface
of LN. The adsorption is modelled by means of density functional the-
ory (DFT) within the generalized gradient approximation [3,4]. The
interface atomic structure and dynamics are calculated using Molec-
ular Dynamic simulations at room temperature. The influence of the
surface polarity on the water layer is investigated by means of a cor-
relation function analysis.

[1] D. Li, et al., Nature Materials 7 (2008) 473.

[2] D. Ehre et al., Science 327 (2010) 672.

[3] W.G. Schmidt, et al., Phys. Rev. B 77 (2008), 035106.

[4] S. Sanna, A.V. Gavrilenko, W.G. Schmidt, Phys. Stat. Sol. C 7
(2010) 145.

O 21.6 Mon 18:15 Poster E

Molecular Structures of Dialkylimidazolium Ionic Liquids

at the Hydroxylated Solid-Liquid Interface — eMIiCHAEL
Krimczak!, Ziatko BrkrLiaca?3, Davip M. Smrtu?3, ANa-
Suncana Smrta?%4 and ANDREAS MAGERL? — !Chair of Crys-

tallography and Structural Physics, FAU, Erlangen, Germany —
2Division of Organic Chemistry and Biochemistry, Institut Ruder
Bogkovi¢, Zagreb, Croatia — 3Cluster of Excellence Engineering of Ad-
vanced Materials, FAU, Erlangen — “Institute for Theoretical Physics
I, FAU, Erlangen, Germany — °Chair of Biophysics, FAU, Erlangen,
Germany

Dialkylimidazolium-based ionic liquids, salts with a melting point well
below room temperature, are a fairly novel class of substances with
a broad spectrum of potential applications, most notably as solvents
or electrolytes in an electrochemical context. Molecalar structuring at
the solid liquid interface, oftentimes playing a crucial role in small-scale
systems, has previously been observed. Yet, no coherent explanation
has been given to provide a better understanding of these phenomena.

Using a complementary approch of experimental X-ray reflectivity
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and molecular dynamics, we obtain atomic level detail of structuring at
the solid-liquid interface of 1-alkyl-3-methylimidazolium bistriflimide
ionic liquids. The interface region is dominated by cations, tightly at-
tached to the substrate via hydrogen bonding and a two-dimensional
long-range ordering can be observed. This structure is followed by in-
terface normal, monomolecular layering of alternating anion and cation
enrichment/depletion, extending about 40 A into the bulk.

O 21.7 Mon 18:15 Poster E
Ab initio electron paramagnetic resonance study of 3C-
SiC/SiO2 interfaces in SiC-nanofiber based solar cells —
oTAUFIK ADpi NucraHAD2, UwWE GERSTMANNZ?, WoLFGANG GERO
ScuMipT?, and STEFAN WIPPERMANN! — 1Max-Planck-Institut fiir
Eisenforschung, Germany — 2University of Paderborn, Germany

Semiconducting nanocomposites, e. g. hybrid materials based on inor-
ganic semiconducting 3C-SiC nanofibers and organic surfactants, pro-
vide genuinely novel pathways to exceed the Shockley-Queisser limit
for solar energy conversion. The synthesis of such functionalized fibers
can be performed completely using only inexpensive wet chemical so-
lution processing. During synthesis a thin passivation layer is intro-
duced between the SiC-fiber and surfactants, e. g. the native oxide,
whose atomistic details are poorly understood. In this study, we uti-
lize unpaired spins in interfacial defects to probe the local chemical
environment with ab initio EPR (Electron Paramagnetic Resonance)
calculations, which can be directly compared to experiment. Consider-
ing a wide variety of possible interfacial structures, a grand canonical
approach is used to generate a phase diagram of the 3C-SiC/SiO2 in-
terface as a function of the chemical potentials of Si, O and H, to
provide favorable interfacial structures for g-tensor calculations. This

study provides directions about specific types of interfacial defects and
their impact on the electronic properties of the interface. The authors
wish to thank S. Greulich-Weber for helpful discussions.

0O 21.8 Mon 18:15 Poster E
Vibrational properties of Pb/Si (111) from first princi-
ples — eMAEDEH ZAHEDIFAR and PETER KrRATZER — Faculty of
Physics,University of Duisburg-Essen,Germany

Time-resolved spectroscopic methods hold great potential for the ex-
ploration of electronic properties of materials. However, the electronic
excitation and relaxation processes are, due to their complexity, incom-
pletely understood at present. Due to their unique electronic proper-
ties, ultra-thin metallic films on semiconductor surfaces are an impor-
tant field of contemporary solid state physics. In particular, we studied
Pb metallic films of a few monolayers on silicon as substrate in (111)
direction. The quantum well states in these films are ideally suited to
study electronic relaxation by time-resolved spectroscopy. Therefore,
we employed density functional calculations using the GGA-PBE func-
tional to study various structures of Pb/Si(111) and their stabilities.
In our calculations using the Quantum-Espresso and the VASP code,
we tested different unit cells: 1x1, V3 x+/3 and V7 x /3 for 1ML, and
V3 x /3 for 4 and 5ML. We find that the system in v/3 X v/3 is more
stable than in the other structures. The optical in-plane modes at Pb
V7 x /3 are somewhat lower in energy than those of Pb V3 x \/g,
in agreement with Raman scattering experiments. That is because
the density of the Pb layer in /7 x /3 is less than in the v/3 x v/3,
expressed as coverage 1.2 ML versus 1.333 ML. Calculations are in
progress addressing the electron-phonon coupling.

O 22: Organic-Inorganic Hybrid Systems and Organic Films

Time: Monday 18:15-20:30

0O 22.1 Mon 18:15 Poster E
Ordered films of the charge-transfer salt DTBDT-F4ATCNQ
on Au(111l) — eTorRGE MasHOFF and HaNs-JoAcHIM ELMERs —
Institut fiir Physik, Johannes Gutenberg-Universitat, Mainz

The interplay of electronic correlation effects with low dimensional-
ity and geometric frustration of charge-transfer compounds provides
a large playground for variable many-body interactions. Novel sys-
tems of molecules with tailored donor and acceptor character pro-
vide a vast multitude of possible modifications. Understanding the
electronic structure of this class of materials as well as their metal-
organic interfaces is crucial for designing specific electronic proper-
ties. An important precondition for the implementation of organic
charge-transfer salts in electronic devices is the fabrication of thin
films with appropriate molecular orientation. Deposition of films un-
der ultrahigh vacuum (UHV) conditions promises the formation of
well-defined interfaces [1]. In this work, an in-situ prepared molecular
monolayer of the novel charge-transfer salt dithienobenzodithiophene-
tetrafluorotetracyanoquino-dimethane (DTBDT-F4ATCNQ) has been
deposited on a gold substrate and investigated by low-temperature
scanning tunneling microscopy (STM) and spectroscopy (STS), allow-
ing the characterization of occupied and unoccupied electronic states
of the donor-acceptor compounds near the Fermi level. [1] D. Bayer
et. al., Phys. Rev. B 89, 075435 (2014)

0O 22.2 Mon 18:15 Poster E
Substrate-directed growth of aromatic molecules on a metal

surface — oFRIEDRICH Maass!, ArRNULF STEIN', BERND KoOHL?,
LeNna Hann®, Lutz H. Gape®, MicHAEL MasTaLERzZ, and PE-
TRA TEGEDER! — !Physikalisch-Chemisches Institut — 2Organisch-

Chemisches Institut — 3Anorganisch-Chemisches Institut, Ruprecht-
Karls-Universitat Heidelberg, Germany

The influence of the substrate on the adsorption behaviour of m-
conjugated molecules on metal surfaces is of immense interest for un-
derstanding the structural and electronic properties of small molecule
organic semiconductors.

We investigated the adsorption geometry and the electronic prop-
erties of benzene, pentacene, 1,3,8,10-tetraazaperopyrene (TAPP)
and quinoxalino[2’,3’:9,10]phenantro[4,5-abc|-phanzine (QPP) on the
Au(111) surface with vibrational and electronic high-resolution elec-
tron energy-loss spectroscopy (HREELS), thermal-programmed des-
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orption (TPD), and density functional theory calculations. In all cases
we found a clear difference between the structure of thin-films and the
bulk-structure obtained by X-ray structure analysisﬁ] While in the
bulk all molecules show a herringbone like orientation with w-stacked
molecules and angles ranging from 35 to 90° between the molecular
planes in neighbouring stacks, we observe planar adsorption on the
surface for the monolayer (ML) as well as for higher coverages (up to
10 ML).
[1]L. Hahn, F. Maass et al., Chem. Eur. J. 2015, 21, 17691.

0 22.3 Mon 18:15 Poster E
Studying the FATCNQ/Au(111) Interface with Two-Photon
Photoemission — eSascHA FELDMANN, DaviD GERBERT, and PE-
TRA TEGEDER — Physikalisch-Chemisches Institut, Ruprecht-Karls-
Universitat Heidelberg, Deutschland,

In our ongoing efforts pointing towards a deeper understanding of
the electronic properties at metal/organic interfaces a convenient ap-
proach could be the characterization of well-studied organic molecules
adsorbed on single crystal noble metal surfaces. Tetrafluorotetra-
cyanoquinodimethane (FATCNQ) adsorbed on Au(11l) was chosen
as a prototypical system to investigate a negatively charged organic
acceptor molecule on a noble metal surface by means of two-photon
photoemission (2PPE). 2PPE enables the observation of occupied and
unoccupied electronic states as well as the study of photo-induced pro-
cesses via photo-induced changes in the electronic structure. Varying
photon energies, angle of incidence or time delay between two laser
pulses further information about dispersion and lifetime of electronic
states can be obtained, resulting in a detailed picture of the electronic
properties of the FATCNQ/Au(111) interface.

O 224 Mon 18:15 Poster E
A combined photoemission and LEED study of SnPc/Ag
(111) — eSTEPHAN JAUERNIK, MAX GURGEL, PETrRA HEIN, and
MicHAEL BAUER — Institut fiir Experimentelle und Angewandte
Physik, Christian-Albrechts-Universitat zu Kiel

Recently, the adsorption of tin-phthalocyanine (SnPc) on Ag(111) has
attracted considerable interest due to peculiarities in the adsorbate-
substrate interaction [1] and switching capabilities reported for the
adsorbed SnPc [2]. In a combined Low Energy Electron Diffraction
(LEED) and Photoemission/Two-Photon Photoemission (PES/2PPE)
study of SnPc/Ag(111) we address in this work the correlation of the
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structural and the electronic properties of this model system in the
sub-monolayer coverage regime. The study focuses on the transition
regime from a gas - like phase at coverages <0.90 monolayers (ML)
to an incommensurate phase observed for coverages between 0.90 ML
and 1.0 ML. The photoemission data reveal distinct changes in the
occupied as well as unoccupied electronic structure of this model-type
organic adsorption system as the coverage increases. The experimental
results are discussed under consideration of past LEED, STM and STS
studies [1,2].

[1] C. Stadler et al., Nature Physics 5, 153-158 (2009)

[2] Y. Wang et al., J. Am. Chem. Soc., 2009, 131 (10), 3639-3643

O 22.5 Mon 18:15 Poster E
Naphthalocyanine on metal surfaces studied with a variable
temperature STM — eMALTE SCHULTE, IsmAIL Barraci, PATRICK
MEHRING, and CARSTEN WESTPHAL — Experimentelle Physik 1, TU
Dortmund, Otto-Hahn-Strafe 4, 44221 Dortmund, Germany

The class of naphtalocyanine molecules received large attention within
the recent years. In particular, the dependence of their geometric
and electronic properties on the central metal ion causes high interest.
Therefore, their adsorption and structural formation were determined
in several studies. Especially their self-assembly on different surfaces
was studied at room temperature.

In this study metal free naphtalocyanine (H2Nc) is investigated on
metal surfaces at various low temperatures by scanning tunneling mi-
croscopy. STM imaging at low temperature allows to increase the re-
solving of single molecules. The coverage of the studied surface is less
than a monolayer H2Nc while analyzing their self-assembly formation.

O 22.6 Mon 18:15 Poster E
A molecular ruler for measuring the mesoscopic relax-
ations in Co/Au(111) interfaces — eZurnc WEi!2, JoByNsoN
KoLLAMANAL, BENJAMIN STADTMULLER!, Mirko CINCHETTI!, and
MARTIN AESCHLIMANN! — IDepartment of Physics and Research
Center OPTIMAS, University of Kaiserslautern, Erwin-Schrédinger-
Strasse 46, 67663 Kaiserslautern, Germany — 2College of Material
Science and Engineering, Chongqging University, 400044 Chongqing, P.
R. China

The contact between a molecular and ferromagnetic electrode con-
tributes or even determines the performance of molecular spintronic
devices. Here we report on scanning tunneling microscopy experi-
ments on the Cgp/Co/Au(111) system. We observed a disorder-order
molecular transition at evaluated temperature of 620K, independent of
the cobalt thickness. However, the ordered molecular superstructures
depend on the thickness of cobalt, reflecting the lattice dilatation in
cobalt and inter-diffusion of Au. This means that Cgg is a sensitive
molecular ruler to measure the mesoscopic relaxation of cobalt films
on Au(111) substrate. Furthermore, our results suggest an alternative
way to tailor the perpendicular magnetic anisotropy of Co/Au(111)
interfaces besides the coverage of Cgo [1].

[1] K. Bairagi et al., Phys. Rev. Lett. 114, 247203 (2015).

O 22.7 Mon 18:15 Poster E
Temperature Dependent Structure Formation of Phthalic
Acid on Cu (111) — eFEIrFEr XiaNG, ToBIAS SCHMITT, ANAS-
TASIA SokoLovA, and M. ALEXANDER SCHNEIDER — Solid State
Physics, Friedrich-Alexander-University Erlangen-Niirnberg, Erlan-
gen, Germany

Carboxylic acids are popular building blocks in molecular self-assembly
and many examples show that deprotonation at surfaces changes the
obtained structures. Here we investigate an example where surface-
induced anhydride and poly-anhydride formation were found previ-
ously on a Ag(100) surface [1]. We studied the self-assembly of ph-
thalic acid (1,2-Benzenedicaboxylic Acid) by low-temperature scanning
tunneling microscopy on Cu(111) surface as function of the substrate
temperature. At room temperature and above phthalic acid forms ph-
thalic anhydride on Cu(111). However, contrary to the situation on
Ag(100) [1], we find that monomers of phthalic anhydride are present
on Cu(111) and form linear ribbon structures at room temperature.
Our experiments also indicate that multilayer molecular packing is
still stable at 423K. The extraordinarily ordered structures found fi-
nally decompose above 473K.
[1] M. Franke, et al. J. Phys. Chem. C, 2015, 119, 23580*23585

0O 22.8 Mon 18:15 Poster E
In-situ Kelvin Probe Study of the Work Function Evolu-
tion of Molybdenum Oxide Upon Gas Exposure — SEBASTIAN
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HieTzscroLD SEBASTIAN BECk ®STEFAN BRACKMANN
RoBerr Lovrincicl?2, and Worrcang KowaLskyl?2:3
HnnovationLab GmbH, Heidelberg, Germany — 2Institute for High
Frequency Technology, TU Braunschweig, Braunschweig, Germany —
3Kirchhoff Institute for Physics, Heidelberg University, Heidelberg,
Germany

The electronic properties of transition metal oxides are very sensitive
to many processing parameters. It is still not completely understood
if just oxidative adsorption at the surface or also diffusion into bulk
vacancies is the reason for the observed changes in the effective sur-
face potential. To clearly separate surface from bulk effects, we mea-
sure simultaneously the bulk conductivity (via current-voltage mea-
surements) and work function (via Kelvin probe) of MoOx layers of
varying thicknesses in-situ during gas exposure.

We find that shortly after evaporation of thin MoOx onto a silicon
substrate with native oxide the work function starts at a maximum of
6.9 eV and then decreases monotonously down to 5.7 eV for exposure
with pure oxygen and well below 5 eV for air exposure. We observe
the saturation of the work function change even for low exposure. We
also show that the gradient of this decrease as well as the saturation
value of the decreased work function does not only depend on the total
exposure but also on the time of the exposure, the base pressure and
gas species supplied during the exposure.

0 229 Mon 18:15 Poster E
Adjusting the Work Function of Solution Processed
Nickel Oxide by Self-Assembled Monolayers — eFLORIAN
Friepricub?, SeEBasTiaAN HieTzscHoLp!:2:3, PaTrick REISERD?,
Eric MaNKELY%, SABINA HILLEBRANDT!2, ROBERT Lovrincicl3,
and WoLraanc KowaLsky!2:3 — MnnovationLab, Heidelberg, Ger-
many — 2KIP, Heidelberg University, Germany — 3IHF, TU Braun-
schweig, Germany — *MAWI, TU Darmstadt, Germany

Solution processed nickel(II) oxide (NiO) is a promising hole selec-
tive anode material in organic devices. However, the work function
of NiO is too low for many currently used organic materials [1]. The
purpose of this work is to adjust the work function of solution pro-
cessed NiO thin films via self-assembled monolayers (SAMs). A few
nanometer thin NiO layers, formed by monoethanolamine with nickel
acetate tetrahydrate in ethanol, were spin-coated on an indium tin
oxide (ITO) surface and were thermally annealed in ambient atmo-
sphere. The effective surface work function of this NiO layers were
adjusted by chemisorption of phosphonates in terms of dipolar SAMs
such as perfluorohexyloctyl phosphonic acid. Work function changes
were examined by Kelvin probe measurements and photoelectron spec-
troscopy. The surface has been further characterized with atomic force
microscopy, ellipsometry and goniometry. The results can be used to
improve energy level alignment at interfaces in organic opto-electronic
devices and increase their overall efficiency. References: [1] Schulz et
al., NiOX/MoO3 Bi-Layers as Efficient Hole Extraction Contacts in
Organic Solar Cells. Adv. Funct. Mater., 24: 701-706 (2014)

O 22.10 Mon 18:15 Poster E
Energy-Level-Engineering of Indium-Tin-Oxide (ITO) - Link-
ing Simulation and Experiment for Small Molecule Self-
Assembled-Monolayers (SAMs) — eJOHANNES BREUER, JULIA
RirTicH, SEBASTIAN MADER, CAROLIN C. JacoBi, and MATTHIAS
WurTic — I. Institute of Physics (IA), RWTH Aachen University

Organic electronics promise cost-effective and easy fabrication of highly
energy-efficient and versatile devices. Over the last decade these
prospects have motivated a vast variety of research activities. One
of the major issues that still has to be addressed is the energy-level-
mismatch at the critical electrode-organic interface.

Indium tin oxide (ITO) is a transparent conductive electrode-
material that is crucial for the development of organic electronic ap-
plications like organic thin-film transistors (OTFTs) or organic light
emitting diodes (OLEDs). Understanding and controlling the surface
properties of ITO allows molecular engineering of the ITO organic in-
terface which enables precise control of the interfacial chemistry and
electronics. One way to optimize the energy-level alignment at the
ITO interface is the use of monolayers based on organic molecules
with tailored functional groups.

In this work the modified surfaces of ITO coated with self-assembled-
monolayers (SAMs) are characterized by means of photoelectron spec-
troscopy, contact angle and kelvin probe measurements. Via gas-phase
simulations of these organic molecules it is possible to link calculated
properties and experimental results.
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O 22.11 Mon 18:15 Poster E

Functionalization of Gallium nitride surfaces — STEFAN
BrACKMANND 23 SEBASTIAN HieTzscuoLph2:3, ROBERT
Lovrincict?, and Worraane KowaLsky!:?3 — lInnovationLab,

Heidelberg, Germany — 2IHF, TU Braunschweig, Germany — 3KIP,
Heidelberg University, Heidelberg, Germany

Gallium nitride (GaN) is an often used III-V semiconductor due to its
favorable optoelectronic properties. GaN nanowires with different dop-
ing domains are a promising candidate for blue LEDs. However the
material suffers from surface states that are detrimental to its elec-
tronic properties 1. One approach to mend the problematic surface
states is passivation with different self-assembled monolayers (SAMs)
such as amines, tiols and phosphonates. Here, we study GaN surfaces
with atomic force microscopy (AFM), ambient Kelvin probe (KP),
Surface photo voltage (SPV), UV-Vis spectroscopy and goniometry.
Clean (0001) n-type GaN surfaces are compared with functionalized
surfaces. Modification of the surface changed the work function as
well as the SPV by several 100mV. We will discuss the impact of our
surface functionalizations on the band diagram and charge carrier re-
combination.

1. Reshchikov, M. a., Visconti, P. & Morkoc*, H. Appl. Phys. Lett.
78, 177 (2001).

0O 22.12 Mon 18:15 Poster E
Development of a New Update Mechanism for High Charge
Carrier Densities in Kinetic Monte Carlo Simulations —
eMarkUs KRrRaMMER!, CHRis GRrRoves?, and KARIN ZoJer!
Hnstitute of Solid State Physics and NAWI Graz, TU Graz, Austria
— 2School of Engineering and Computing Science, Durham University,

United Kingdom

Kinetic Monte Carlo simulations (KMC) have become a widely used
tool to get a better understanding of the behaviour of charge transport
in organic semiconductors and devices [1]. With the help of such sim-
ulations, the transport-related properties of a system are derived from
the trajectories of all particles hopping through a three-dimensional
grid of sites as a function of individually chosen site properties.
Regarding the update mechanism, the Full Dynamic Monte Carlo
Method (DMC) and the so-called First Reaction Method (FRM) [2]
are currently established. Where DMC recalculates all rates after each
step, FRM performs only a very local update. This leads to highly
accurate results but high computational costs for DMC and fast simu-
lations but imprecise results for FRM. Especially for high charge car-
rier densities, both methods are inappropriate. In this connection our
new update method combines low computational cost and high accu-
racy. We present the performance of this improved update mechanism
for bulk simulations as well as simulations of injection from a metal
contact to an organic semiconductor.

[1] R. Kimber et al., Phys. Rev. B, 86, 235206 (2012)

[2] C. Groves et al., J. Chem. Phys., 133, 144110 (2010)

0 22.13 Mon 18:15 Poster E
DFT calculations on the etching of crystalline ZnO surfaces
upon formation of phosphonic acid self-assembled monolayers
— oToBias KLOFFEL!, ALEXANDRA OsTAPENKO?, GREGOR WITTE?,
and BERND MEYER! — !Interdisziplinires Zentrum fiir Molekulare
Materialien und Computer-Chemie-Centrum, Universitat Erlangen-
Niirnberg — 2Fachbereich Physik, Philipps-Universitit Marburg

Among the inorganic oxides, ZnO is of special interest for hybrid
organic-inorganic interfaces in molecular electronics due to its high
charge carrier mobility. However, in recent experiments it was observed
that self-assembled monolayers of phenylphosphonic acids (PPAs), a
typical representative for commonly used linker groups and functional
organic units, are not stable but etch the ZnO substrate. Using density-
functional theory (DFT) calculations we show that the origin of this
instability is the unusual strength of the PPA-ZnO interaction to-
gether with a geometric misfit between the pi-stacking of the phenyl
rings and the ZnO lattice constant. As a result, the transformation of
PPA layers on ZnO to ZnPPA crystals becomes a thermodynamically
favorable reaction. Our DFT calculations provide a first simplified
reaction pathway for this transformation process.

0O 22.14 Mon 18:15 Poster E
On the Adsorption Behavior of Ionic Liquid (Sub-
)monolayers on Model Electrode Surfaces and their Interac-
tion with Coadsorbed Lithium — eFLOrRIAN BucHNER!, KATRIN
ForsTER-ToNIGOLD!, MARAL BozoRGCHENANI?, BENDIKT UHLZ,
AxeL Gross!3, and R. JUrGeN Benm'2 — lHelmholtz Institute
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Ulm (HIU) Electrochemical Energy Storage, D-89081 Ulm, Germany
— 2Ulm University, Institute of Surface Chemistry and Catalysis, D-
89069 Ulm, Germany — 3Ulm University, Institute of Theoretical
Chemistry, D-89069 Ulm, Germany

Ionic Liquids (ILs) as 1-butyl-l1-methylpyrrolidinium bis(tri-
fluoromethylsulfonyl)imide [BMP][TFSA| have become attractive can-
didates for battery electrolytes. In this model study we investigated the
adsorption behavior of (sub-)monolayers of [BMP|[TFSA| on metallic
substrates and now also on graphite(0001) as frequently used anode
material under ultrahigh vacuum (UHV) conditions, applying scan-
ning tunneling microscopy (STM), X-ray photoelectron spectroscopy
(XPS) and dispersion corrected density functional theory (DFT-D)
calculations. After vapor deposition at 300 K, XPS reveals a 1:1 ratio
of cations : anions on Ag(111) and graphite(0001). Upon subsequent
cool-down to 100 K, STM demonstrates ordered molecular arrange-
ments, which clearly differ on both surfaces; a detailed comparison is
given in terms of adsorption geometry, intermolecular and substrate-
adsorbate interactions. In addition, we investigated the interaction
with coadsorbed Li, which resulted in a decomposition of the ions.
This will be discussed based on ongoing DFT-D calculations.

O 22.15 Mon 18:15 Poster E
Triplet emitters for OLEDs investigated by STM and STS
— oANNE Bakkerb2, Wu Xu?, SesasTiaNn WiLpeh2, Survu Zuu3,
Hamine Guo?, Suixuan Du?, Hone YiNnG Gaol»2, HoNGJuN GAao3,
CRISTIAN STRASSERT!2, and HaraLD Fucus!?2 — 1Physikalisches
Institut, Westfialische Wilhelms-Universitdt, Miinster, Germany —
2CeNTech, Westfilische Wilhelms-Universitét, Miinster, Germany —
3Institute of Physics, Chinese Academy of Sciences, Beijing, China

Pt(II)-triplet emitters are promising candidates for application in
OLEDs. The heavy-metal atom with its large spin-orbit coupling en-
ables emission via triplet states with high phosphorescence quantum
yield. In previous work it has been shown that the HOMO-LUMO
gap of such emitters can be tuned by adjusting the substituents in the
periphery of the luminophoric pincer ligand coordinated to the metal
centre [1,2].

Here we study the self-assembled nanostructures and electronic prop-
erties of a series of new triplet emitters by low-temperature scan-
ning tunnelling microscopy and spectroscopy. In our case the metal-
organic complex contains a platinum d8 cation and a tetradentate lig-
and. To systematically investigate the influence of different electron-
withdrawing side groups on the alignment of the energy levels, ligands
with 0, 2, 4, and 6 Fluor atoms are used. Our experiments can pro-
vide insight in the behaviour of Pt(II)-complexes on surfaces and the
possibilities to specifically design new triplet emitters.

[1] P.R. Ewen et al., Physcal Review Letters 111, 267401, (2013)

[2] J. Sanning et al., Angewandte Chemie 54, 786-791, (2015)

O 22.16 Mon 18:15 Poster E
Impact of a MoO3 front contact buffer layer on the
electric and interface properties in organic bilayer so-
lar cells — ePaTrick REISER!"#, MicHAEL ScHERER?#, SaBINA
HiLLEBRANDT?'#, RoBERT Lovrincic?%, WorLrcanGg KowaLsky?2:4,
SEBASTIAN Brck®?, ANNEMARIE Pucci®4, Eric MankeL!4, and

WoLFRAM JAEGERMANND4 — lInstitute of Materials Science, Tech-
nische Universitét Darmstadt — 2Institut fiir Hochfrequenztech-
nik, Technische Universitdt Braunschweig — 3Kirchhoff-Institut fiir

Physik, Universitit Heidelberg — 4InnovationLab GmbH, Heidelberg

In this study we correlate the chemical and electronic interface prop-
erties at different front contacts of conventional F4ZnPc:Cgo bilayer
solar cells with their electric characteristics. Starting from device and
Scanning Kelvin Probe Microscopy data, we examine the interface
of ITO/MoOs3/F4ZnPc and ITO/F4ZnPc using Photoelectron Spec-
troscopy on subsequently deposited layers of F4ZnPc. As oxide sub-
strates we used Oa-plasma cleaned ITO on glass and the same ITO
coated with a 10nm thick intermediate MoO3 buffer layer which shows
a significant higher work function than bare ITO. There is a moderate
impact of the buffer layer on the electronic band alignment difference
of about 100meV. However, we observe chemical interactions of the
F4ZnPc with the ITO substrate. In-situ IR spectroscopy measure-
ments were performed to study the F4ZnPc adsorption mechanisms
on differently treated oxide surfaces. Finally, the analytical measure-
ments could successfully be correlated with the electric characteristics
of the solar cell device.

0O 22.17 Mon 18:15 Poster E

The OTFT Awakens - Live in-situ organic thin film transis-
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tor (OTFT) measurements during growth — eNiLs NORRMAN,
SEBASTIAN MADER, JurLia RirTicH, and MarTHiIAS WuTrTiIc — 1.
Physikalisches Institut (IA), RWTH Aachen University

Organic semiconductors are of great interest for optoelectronic appli-
cations due to their high flexibility and efficiency. Indeed, first com-
mercial products are already available like OLED displays and organic
solar cells. The investigation of organic thin film transistors (OTFTs)
provides a peerless opportunity for understanding the crucial proper-
ties influencing the electrical performance.

Here, we present live in situ measurements obtained during the
growth of the very first layer of the organic-channel-material. The
OTFTs were prepared using a bottom gate bottom contact geome-
try to enable electrical contacting during thermal evaporation of the
organic material. Precisely controlling deposition rate and substrate
temperature in a special vacuum setup allows to electrically charac-
terize all critical properties right from the moment the first molecules
arrive at the substrate.

These properties provide an excellent insight into the underlying
effects governing efficiency in organic materials.

O 23: Plasmonics and Nanooptics: Light-Matter Interaction, Spectroscopy

Time: Monday 18:15-20:30

O 23.1 Mon 18:15 Poster E
Time of flight momentum microscopy of plasmon assisted
photoemission — eMarriN Lenr!, Karina BLevy2?, NicoLas
VogeL?, GerD ScHONHENSE!, and Hans JoacuHim ErLMERs' —
Hnstitut fiir Physik, Johannes Gutenberg-Universitit Mainz, 55122
Mainz — 2Friedrich-Alexander University Erlangen-Niirnberg, 91058

Erlangen

The photoemission properties of a Au nano triangular array have
been investigated using a time-of-flight-momentum microscope (ToF-
PEEM), equipped with a state-of-the-art Surface Concept delay line
detector (DLD). The nano triangular array has been fabricated by de-
position of a gold film on a self-assembled colloidal sphere structure.
The triangles can be resonantly excited by Ti:sapphire femtosecond
laser pulses. The sample is illuminated from the backside at normal
incidence. We have studied the photoemission intensity as a function
of kinetic energy and parallel momentum. Both dependencies deviate
from results obtained for flat surfaces.

0O 23.2 Mon 18:15 Poster E
Excitation of Surface Phonon Polaritons using an Infrared
Free-Electron Laser — eNikoLAl PAsSLER, ILyA RazpoLski, MAR-
TIN WoLF, and ALEXANDER PAARMANN — Fritz-Haber-Institut der
Max-Planck-Gesellschaft

Similar to surface plasmon polaritons (SPPs) at metal surfaces, po-
lar dielectrics can support surface polaritons. These surface phonon
polaritons (SPhPs) [1] emerge due to negative permittivity between
transverse and longitudinal optical phonon frequencies, the so-called
Reststrahl region. As for SPPs, these excitations are non-radiative
due to a wave vector mismatch, which is why they can only be excited
in sub-wavelength nanostructures or via prism coupling. SPhPs have,
however, much longer lifetimes than SPPs, promising low-loss optical
modes below the diffraction limit.

Here, we employ the Otto geometry [2] for prism coupling to ex-
cite SPhPs at the SiC-air interface, using a tunable mid-infrared Free-
Electron Laser (FEL). In this configuration, the necessary momentum
for SPhP excitation is provided by the evanescent wave leaking into
the air gap between prism and sample for incident angles of total in-
ternal reflection inside the prism. The optimal coupling conditions for
the phase-matched SPhP excitation are studied using reflectance spec-
troscopy. Additionally, the resonant nonlinear response of the excited
SPhPs is probed by second harmonic generation spectroscopy.

[1] Neuner et al., Opt. Lett. 34, 2667 (2009)

[2] Otto, Zeitschrift fur Physik 216, 398 (1968)

0O 23.3 Mon 18:15 Poster E
Upconversion of infrared free-electron laser light in gallium
selenide — eRiko KIESSLING, SANDY GEWINNER, WIELAND SCHOL-
LKOPF, MARTIN WoOLF, and ALEXANDER PAARMANN — Fritz-Haber-
Institut der MPG, Berlin

For absolute timing synchronization with sub-picosecond accuracy be-
tween table-top and accelerator-based free-electron lasers (FELs), it
is essential to develop efficient schemes for relative timing measure-
ments [1]. Specifically, for the synchronization between an FEL tunable
throughout the mid-infrared frequency region [2] and a near-infrared
table-top laser, light upconversion by sum-frequency generation could
provide sufficient sensitivity for online-timing measurements.

As a first step, we have investigated the sum-frequency generation
in gallium selenide by mixing the picosecond FEL pulses with near-
infrared nanosecond pulses from a Nd:YAG laser. The conversion pro-
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Location: Poster E

cess is explored in terms of phase-matching and azimuthal angle de-
pendence, polarization orientations and intensity scaling over a broad
spectral range, utilizing the tunability of the FEL. Gallium selenide
presents itself as an efficient nonlinear medium in the infrared, allow-
ing its application to determine the absolute timing between the FEL
and femtosecond table-top laser pulses.

[1] S. Schulz et al., Nat. Commun. 6, 5938 (2015)

[2] W. Schollkopf et al., Proc. SPIE 9512, 95121L (2015)

0 23.4 Mon 18:15 Poster E
Incident Angle-Tuning of Infrared Antenna Array Reso-
nances for Molecular Sensing — eANDREAS HESSLER, TOBIAS
W.W. Mass, and THoMAs TAUBNER — Institute of Physics (IA)
RWTH Aachen

Metallic structures can efficiently couple light into a region of subwave-
length size. In these regions, large local field enhancements can occur
and enable an increased absorption of molecules which are placed in
these so called "hot spots". Arrays of metallic structures which are de-
signed for surface enhanced infrared absorption spectroscopy (SEIRA)
enable the detection of molecular vibrations with high sensitivity [1,2].

In recent work [3], we apply incident angle-tuning to antenna ar-
ray resonances in order to optimize the enhancement of two adjacent
vibrational bands of a self-assembled thiol-monolayer. Varying the
incident angle shifts the spectral positions at which collective excita-
tion and peak field enhancement of the antennas occur. This allows a
spectral tuning of the array resonance without changing geometry or
surrounding material of the antennas.

Additionally, we now investigate the enhancement of vibrational
modes of different numbers of CHz-bonds by varying the chain lengths
of the surface molecules.

[1] R.Adato et al., P. Natl. Acad. Sci. USA, 106, 19227, 2009
[2] F.Neubrech et al., Phys. Rev. Lett, 101, 157403, 2008
[3] T.W.W.MaR and T.Taubner, ACS Photonics, 2, 1498, 2015

O 23.5 Mon 18:15 Poster E
Efficiency of Fano resonance in arrangements of nanorods: a
comparison study — eMADELEINE NILSEN!, MANUEL GONGALVES!,
ARMEN MELIKYANZ, HAYk MiNassiaN®, TARON MakaRyan?, and
OtuMaR MaRrTI! — 1Ulm University - Institute of Experimental
Physics, Ulm, Germany — 2Russian-Armenian (Slavonic) University,
Yerevan, Armenia — 3Yerevan Physics Institute, Yerevan, Armenia —
4Drexel Nanomaterials Group, Drexel University, Philadelphia, USA

Nanorods allow easy tuning of optical resonances by varying the rod
length and aspect ratio. Multipole resonances in rod-like nanoparti-
cles are well separated and have relatively small bandwidths. Thus,
assemblies of nanorods have been successfully used for generating Fano
resonances.

In rods arranged in dolmen configuration, the dark mode necessary
for the destructive interference of the Fano resonance is excited in both
parallel rods simultaneously, with anti-symmetric surface charge den-
sity. In a H-like configuration of rods, quadrupole dark modes are
excited independently in each long rods, resulting although in a mir-
ror anti-symmetric surface charge density. Moreover, the near-field
coupling of the H-like structure leads to a more pronounced Fano reso-
nance than in the dolmen. H-like structures assembled in linear arrays
with short separation comparing to the wavelength produce further
attenuation of the scattering cross-section at the Fano dip.

The optical properties of the coupled nanorods were investigated by
finite-element method (FEM). Nanorod structures were fabricated by
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e-beam lithography (EBL) and focused ion beam milling (FIB).

O 23.6 Mon 18:15 Poster E
Higher Harmonics Generation in Single Extended Gold
Nanostructures — eJULIAN OBERMEIER, TTHORSTEN SCHUMACHER,
Daniera Worr, and Markus LippiTz — Experimental Physics III,
University of Bayreuth

Higher harmonics generation in single gold nanostructures is a com-
monly known effect. Many fascinating experiments showed, that the
nonlinear emission is strongly influenced and shaped by the particle
plasmon resonance. However, when the structure dimension exceeds
the diffraction limited excitation area, the higher order modes of the
structure and even propagation of the fundamental and nonlinear field
becomes important. In our experiments we investigate the spectrally
dependent local nonlinear response of single gold nanostructures rang-
ing from a few hundreds of nanometers to several micrometers in size.
After excitation with pulsed infrared light, the locally generated second
and third harmonic field is emitted in the near ultraviolet and visible
spectrum and collected by a high NA oil immersion objective. This
configuration allows a high spatial resolution of the origin of the non-
linear emission far below the diffraction limit of the excitation wave-
length. In addition, the back focal plane pattern of the nonlinear emis-
sion carries information of its phase and directivity. On this poster,
we present our method and first experimental results to determine the
local emission properties of extended gold nanostructures.

O 23.7 Mon 18:15 Poster E
Ultrafast thermionic injection currents in metal-insulator-
metal junctions — eFELIX BEckER', DETLEF DiEsING?, DOMINIK
DirFERT!, MATTHIAS HENSEN!, WALTER PFEIFFER!, and CHRISTIAN
STRUBER? — Molekiil- und Oberflichenphysik, Fakultét fiir Physik,
Universitiit Bielefeld, 33615 Bielefeld, Germany — 2Surface Dynamics
Group, Fakultét fiir Chemie, Universitat Duisburg-Essen, 45141 Essen,
Germany — 3Quantum Optics and Laser Science Research Group, Im-
perial College London, SW7 2AZ London, GB

Recently, it has been shown that plasmonic resonances at structural
defects on the top electrode of the heterosystem facilitate the injec-
tion of charge carriers above the tunnel barrier of the oxide [1]. Here,
we exploit the enhanced excitation in the vicinity of gold nanoparti-
cle antennas deposited on the top electrode of a metal-insulator-metal
junction to inject charge carriers in the counter electrode. Instead
of multi-photon processes or strong field effects, we identify highly
localized thermionic emission as the dominating process for current
injection. Here the theoretical model describing the experimental ob-
servations is presented. It is based on the calculated electromagnetic
field distribution, simulated excited electron relaxation cascades and
solutions of the three-dimensional heat diffusion equation. The large
temperature gradients in the electron gas and the corresponding ultra-
fast temperature transients give rise to highly localized and ultrafast
thermionic injection currents. An injection current pulse duration of
about 20 fs is obtained although the thermionic emission is dominating.
[1] D. Differt et al., Appl. Phys. Lett. 101, 111608 (2012)

O 23.8 Mon 18:15 Poster E
Femtosecond pump-probe transmission measurements of spa-
tially inhomogenous electron heating caused by plasmonic ex-
citation in gold gratings — eJoNas VoNDRAN!, FELIX SPITZER!,
Itva AxiMmov!, Boris GraviN?, VLADIMIR BELOTELOVS, SACHIN
KasTurReE?, ARVIND S. VENGURLEKAR?, AcHANTA V. GopraL?, and
MANFRED BayER! — !Technische Universitit Dortmund, Dortmund,
Germany — 2V.E. Lashkaryov Institute of Semiconductor Physics,
Kiev, Ukraine — 3Lomonosov Moscow State University, Moscow, Rus-

sia, — 4Tata Institute of Fundamental Research, Mumbai, India

Periodically perforated gold films are subject to femtosecond resolved
pump-probe transmission measurements which show ultrafast relax-
ation dynamics of optically excited electrons. Differential transmis-
sion is measured with varying incident angles and different polarisa-
tion configurations. Using biexponential fitting functions two distinct
decay times can be observed in the transient data: A decay with a
relaxation time of about 1 ps is attributed to electron-lattice energy
transfer which is also present in unstructured gold films. A second,
shorter relaxation is observed which shows a characteristic decay time
of 200 to 300 fs. This decay is due to spatially inhomogeneous heat
distribution inside the gold grating’s slabs which causes an additional
thermal diffusion process. Depending on the exciting pump polari-
sation this decay shows a changing sign which indicates an opposing
direction of heat gradients with plasmonic compared to non-plasmonic
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excitation.

O 23.9 Mon 18:15 Poster E

Plasmonic metasurface enhanced non-linear optical effects
in LiNbO3 optical waveguides — eFELICITAS WALTER!, ANDRE
HiLpEBRANDTZ, NiLs WEBER!, JENS FORSTNER?, CEDRIC MEIER!,
and THoMAs ZENTGRAF! — !Department of Physics, University of
Paderborn, Warburgerstr. 100, D-33098, Germany — 2Department of
Electrical Engineering, University of Paderborn, Warburger Str. 100,

D-33098, Germany

In this project we exploring the possibilities to enhance the frequency
conversion of light in LINbO3 waveguides by utilizing plasmonic meta-
surfaces. In particular, we are investigating the effects of gold plas-
monic nanoantennas arrays on Titanium undiffused Lithium Niobate
(Ti:LiNbO3) waveguides. Two different kind of nanoanteannas were
fabricated on top of the waveguides in a two-step electron-beam lithog-
raphy and lift-off process. The metasurfaces are designed for a reso-
nance wavelength of 1500 nm. As these antennas enhance the light
field locally, they serve as an enhancement for nonlinear optical ef-
fects, e.g., second harmonic generation. To guaranty a phase matching
as well as the coupling into the waveguide for light incident perpendic-
ular to the surface, we tested various periodicities and arrangements of
the antennas. Furthermore, an additional layer of TiO2 on top of the
metasurfaces can further increase the coupling to the optical waveguide
mode by lifting the mode profile more to the surface.

O 23.10 Mon 18:15 Poster E
strong coupling of surface plasmons and whispering gallery
cavity — eQI Al, DOMENICO PAONE, NIKOLAI STROHFELDT, SIMON RIS-
TOK, and HARALD GIESSEN — 4th Physics Institute and Research Cen-
ter SCoPE, University of Stuttgart, 70569 Stuttgart, Germany

A lot of research has focused on spectrally narrowing the plasmon res-
onance of metal nanoparticles, which could benefit the application of
the localized surface plasmon resonance (LSPR) for sensing and non-
linear conversion. Here we demonstrate substantial reduction in the
LSPR linewidth of an Au nanorod by depositing it onto the surface of
a tapered fiber. When the taper diameter is reduced to about 1-3 pum,
we observe signatures of strong coupling between the LSPR modes and
the whispering gallery modes of the tapered fiber. This results in a
very narrow hybrid plasmon-fiber resonance of the single Au nanorod,
with a much higher quality factor (up to 300) when compared with that
of an Au nanorod or an uncoated fiber with the same diameter. The
strong coupling leads to a significant enhancement of the peak scat-
tering intensity at plasmon resonance when compared to an uncoupled
Au nanorod.

O 23.11 Mon 18:15 Poster E
Simulation of electric field patterns modified by metal-
lic nanoantennas — eRicHARD KERBER, Doris E. REITER, and
TiLMaNN KunHN — Institut fiir Festkorpertheorie, Universitdt Miin-
ster, Wilhelm-Klemm-Strafe 10, 48149 Miinster, Germany

Metallic nanoantennas are known to greatly enhance light fields and
the geometry of nanoantennas influences the polarization properties of
the electric field. When a nanoantenna is coupled to a semiconductor
nanostructure, e.g., a quantum dot, the polarization plays an impor-
tant role in the creation of electron-hole pairs. Focussing on linear
and circular polarization, we perform a systematic study of nanoan-
tennas, revealing effects of geometry on the electric field polarization.
For the simulation we use the boundary element method. We consider
nanoantennas consisting of gold nanostripes, which are arranged in a
circle around a gap region. Different geometries are studied by vary-
ing length and number of the stripes. The impact of symmetry in a
dimer nanoantenna is analyzed by changing the angle between the two
nanostripes. The results show a strong dependence of the electric field
on the excitation polarization and the antenna geometry.

O 23.12 Mon 18:15 Poster E
Real-space imaging of nanotip plasmons using electron en-
ergy loss spectroscopy — eBENJAMIN SCHRODER!, THORSTEN
WEBER?3, SERGEY V. YAaLUNIN!, Tuomas KieL?, CHRISTIAN
Matyssek?, MuraT Stvis!, Sascaa ScHAFER!, FELIX voN CUBE?3,
StepHAN IRsEN®, Kurr Busca®®, Seran LiNnDEN?, and CLaus
Roprers! — 14th Physical Institute - Solids and Nanostructures,
University of Gottingen, Friedrich-Hund-Platz 1, 37077 Gottingen
— 2Physikalisches Institut, Rheinische Friedrich-Wilhelms-Universitét
Bonn, NuRallee 12, 53115 Bonn — 3Electron Microscopy and Analyt-

ics, center of advanced european studies and research, Ludwig-Erhard-
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Allee 2, 53175 Bonn — *Institut fiir Physik, Humboldt-Universitit zu
Berlin, Newtonstrafie 15, 12489 Berlin — ®Max-Born-Institut, Max-
Born-Strafie 2A, 12489 Berlin

Surface plasmon polaritons (SPPs) excited on the shaft of sharp metal
tips provide electromagnetic field confinement and enhancement at the
apex. Here, we study gold nanotips by scanning transmission electron
microscopy combined with electron energy loss spectroscopy (STEM-
EELS). Using this technique, we observe standing waves of plasmonic
modes formed by SPP reflection at the tip apex. We provide a fully
retarded model and numerical computations based on a discontinuous
Galerkin time domain approach showing excellent agreement with the
experimental data. Our results demonstrate a high reflectivity of the
apex to the fundamental mode, with negligible contributions of higher
order azimuthal SPP modes in the apex-near region|[1].
[1] B. Schroder et al., Phys. Rev. B 92, 085411 (2015).

0 23.13 Mon 18:15 Poster E
Investigation of carrier concentrations in doped InAs using
SNOM measurements to quantify and improve signal mod-
elling — eMAXIMILIAN SAUER, LENA JuNG, and THOMAS TAUB-
NER — L. Institute of Physics (IA), RWTH Aachen University, 52056
Aachen, Germany

The scattering-type scanning near-field optical microscope (s-SNOM)
consists of an AFM where the tip is illuminated by an infrared laser to
create near-fields at the tips apex, which has a radius of typically 25nm.
With SNOM it is possible to investigate the optical and electrical prop-
erties, including the dielectric function, of doped semiconductors with
a spatial resolution that can be below the diffraction limit because
it is given by the tip’s radius. Hereby, the so called Finite Dipole
Model (FDM) in combination with the Drude model is used to calcu-
late SNOM signals to compare with actual measurement data. Within
these models, the carrier concentration of a material can be extracted
from the signals amplitude and phase at different wavelengths.

Doped bulk InAs samples with known electrical properties like car-
rier concentration due to investigation via other measurement tech-
niques like Hall measurements are investigated with SNOM. The
model’s predictions based on our SNOM measurements can be com-
pared with the known properties. The results of this comparison are
used to examine if the models need to be improved in order to correctly
describe the data. The next step is the expansion of the investigation
to nanostructures, for example determining and imaging the electrial
properties of nanowires, to make use of SNOM’s high spatial resolu-
tion.

O 23.14 Mon 18:15 Poster E
Ideas on aSNOM using fiber optics — eMarRco KLEMENT, JONAS
ALBERT, and MARrRkus LirpiTz — Universitat Bayreuth, Bayreuth,
Deutschland

Apertureless scanning near-field optical microscopy (aSNOM) is a tool
to measure the electric fields of optical excitations on nano-particles
with deep subwavelength resolution.

We will present our progress in implementing this method into an
existing SNOM experiment and present ideas on how stability and sig-
nal to noise ratio could be improved using fiber optics instead of free
space optics.

O 23.15 Mon 18:15 Poster E
Tip modified spectroscopy of nanowires — eJonas ALBERT and
Markus LippiTz — Universitdt Bayreuth

We are investigating 1D structures such as CdSe nanowires and wire-
like molecular aggregates with an apertureless Scanning Near-field Op-
tical Microscope (aSNOM). The optical fields at the near-field probe, a
metal coated AFM-tip, are confined in a space much smaller than the
wavelength and therefore showing a high field gradient on the nanome-
ter scale. Utilising this near-field interaction we aim for modification
of fluorescence emission by the presence of the near-field probe. Next
to simple quenching we expect the optical field gradients to enhance
dipole forbidden higher-order transitions.

0 23.16 Mon 18:15 Poster E
Long-lived coherence in the metal-organic hybrid
Cobalt/Alq3 — MARTIN AEscHLIMANN!, ToB1as BRIXNER?, MIRKO
CincHETTI!, NorRMAN Haac!, MarrHIAS HENSEN®, eBERNHARD
HuBer?, CHrisTIAN KrRAMER?, WALTER PFEIFFER?, MARTIN
PiecucH!, CHRISTIAN SCHNEIDER!, BENJAMIN STADTMULLER', and

PuiLip THIELEN! — !Fachbereich Physik and Research Center OPTI-
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MAS, Technische Universitat Kaiserslautern, Erwin-Schrédinger-Str.
46, 67663 Kaiserslautern, Germany — 2Institut fiir Physikalische und
Theoretische Chemie, Universitat Wiirzburg, Am Hubland, 97074
Wiirzburg, Germany — 3Fakultdt fiir Physik, Universitit Bielefeld,
Universitatsstr. 25, 33615 Bielefeld, Germany

The coherent electron dynamics of optically pumped (400
nm) molecular states of the metal-organic complex tris(8-
hydroxyquinolinato)aluminium (Alg3) deposited on Cobalt are in-
vestigated with time-resolved photoemission microscopy (PEEM). We
observe a coherence signal in interferometric autocorrelation traces
when probing the excited-state manifold of Alg3 with 800 nm laser
pulses. In two-dimensional (2D) nanoscopy spectra, two excited states
are identified with an energy spacing of about 77 meV with respective
linewidths of 11 meV and 48 meV. Measuring the kinetic energy of
the photoelectrons, these features prevail over the entire accessible
energy range of about 1 eV. The observed signal can be explained by
long-lived coherent excited states of the adsorbate that decay among
others via coupling to excited electrons in the substrate giving rise to
a photoemission signal that depends linearly on the laser intensity.

O 23.17 Mon 18:15 Poster E
Fine-tuning and individual addressing of mid-IR nanoan-
tenna resonances by reversible optical switching of
Ge3Sb2Te6 thin-films — e ANN-KaATRIN U. MicHEL, DMmITRY N.
CHiGrIN, THOMAS KaLix, ANGELA DE Rose, MarTHIAS WUTTIG,
and THOMAS TAUBNER — RWTH Aachen University, 1. Institute of
Physics A, Otto-Blumenthal-Strafe, 52074 Aachen

Metallic nanostructures with well-defined resonances are a key build-
ing block for nanoscale photonic "meta-devices”. The post-fabrication
control over the nanostructures resonances is fundamental for enabling
reconfigurable devices based on metamaterials, which allow for all-
optical switchable nanophotonic imaging and sensors [1].

We present the tuning of the spectral position of the nanostruc-
ture resonance frequency by locally addressing phase-change material
(PCM) thin-films with single nanosecond laser pulses. PCMs offer a
huge contrast in the refractive index n due to a phase transition from
their amorphous to their crystalline state. By optically induced local
phase transitions, the effective n of the PCM medium, which affects
the resonant structures resonance, can be tuned over a broad range.

The variation of the PCM area switched by a laser pulse allows us
to reversibly alter the nanostructure resonance frequency of a 600 nm
long rod-shaped antenna stepwise in the mid-infrared spectral range
[2]. The local addressing enables a multi-step tuning of single nanos-
tructures pointing towards actively controllable metasurfaces.

[1] Zheludev, N. I. et al. Nat. Mater. 11 (2012).

[2] Michel, A. U. et al. in preparation

0O 23.18 Mon 18:15 Poster E
Single Molecule Spectroscopy in a tunable cavity system
— eOLIVER ScHNEIDER', ULrRicH MULLER!, and Jens Prraum!:?
— !Experimental Physics VI, Julius-Maximilian-Universitit, 97074
Wiirzburg — 2Bavarian Center for Applied Energy Research (ZAE
Bayern), 97074 Wiirzburg

Organic molecules are suitable quantum systems for single photon
sources (SPS) as their high exciton binding energies allow for room
temperature operation in contrast to inorganic semiconductors [1].

For the implementation of an electrically driven SPS, control of the
triplet lifetime is desirable. Drexhage [2] already showed how ensem-
ble lifetimes can be tuned with varying the distance between quantum
emitters and a metallic surface. This type of experiment has been
advanced for single molecules by using piezo controlled mirrors [3].

Here we report on a novel approach for electrically tuning the
molecule-mirror distance by means of an Al-covered support embedded
directly within the sample layout. As demonstrated by interferometric
measurements, a displacement of about 70 nm, corresponding to about
A /4, is feasible by this arrangement.

Measuring photon statistics on selected single molecules while si-
multaneously varying the distance to the reflecting Al-interface, we
demonstrate the voltage-driven control of radiative lifetimes of indi-
vidual quantum emitters located within the device.

[1] M. Nothaft et al., Nature Comm. 3, 628 (2012)

[2] K. H. Drexhage, Prog. Opt. 12, 165 (1974)

[3] B. C. Buchler et al., Phys. Rev. Lett. 95, 063003 (2005)

0O 23.19 Mon 18:15 Poster E

Coherent energy transfer between widely separated nanoan-

tennas coupled via an elliptic cavity — MARTIN AESCHLIMANN?,
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2 eBeNJAMIN Friscu!, BeErr HEecHT®, BERN-

ToBiAs BRIXNER”,
HARD HuBER2, Marrhias HeNsen?, CurisTiaN KraMmer?, ENNO
KRraUss3, THoMAs LOBER®, WALTER PFEIFFER?, MARTIN PiECUCH!,
and PuiLip THIELEN! — !Department of Physics and Research Cen-
ter OPTIMAS, TU Kaiserslautern, 67663 Kaiserslautern, Germany
— 2Department of Physical and Theoretical Chemistry, Wiirzburg
University, 97074 Wiirzburg, Germany — 3Experimental Physics
5, Wiirzburg University, 97074 Wiirzburg, Germany — *Faculty of
Physics, Bielefeld University, 33615 Bielefeld, Germany — °Nano-
Structuring-Centre, TU Kaiserslautern, 67663 Kaiserslautern, Ger-
many

We present experimental and theoretical results on a system that al-
lows long-distance coupling between two plasmonic nanoantennas me-
diated by an extended SPP mode in an elliptic cavity. The system is
the first to demonstrate a prearranged hybridization of two seperated
LSPs and a propagating surface plasmon. It is prepared on atomically
flat single crystalline gold flakes and temporal dynamics of plasmonic
excitations are investigated by time-resolved photoelectron emission
microscopy (PEEM). The observed coherent back and forth transfer
of energy between the nanoantennas is well explained by a model of
three coupled oscillators. Spectrally-resolved PEEM experiments sup-
port the demonstration of hybridization.

0 23.20 Mon 18:15 Poster E
Tuning the plasmon-exciton resonance of Gold-TDBC core-
shell particles via the surrounding medium — oFgLIx STETE!"2,
WouTeR KoopPMan?, and MaTias BARGHEER! 3 — 1 Universitat Pots-
dam, Institut fiir Physik und Astronomie, 14476 Potsdam, Germany —
2Humboldt-Universitat zu Berlin, School of Analytical Sciences Adler-
shof (SALSA), 10099 Berlin, Germany — 3Helmholtz-Zentrum Berlin
fiir Materialien und Energie GmbH, Wilhelm-Conrad-Rontgen Cam-
pus, BESSY II, 12489 Berlin, Germany

We present a method to tune the resonance frequencies of a plasmon-
exciton system leading to an anti-crossing of the resonance peaks.
The investigated plasmon-exciton system is given by gold nanospheres
coated with the cyanine dye TDBC. The surrounding medium is
gradually changed by a layer-by-layer deposition of polyelectrolytes
with alternating charge forming well-defined double layers. We ex-
plain the dependence of the core-shell particles’ spectrum on the sur-
rounding medium by the shift of the uncoupled plasmon resonance
given by the effective dielectric function of the composite particle-air-
polyelectrolyte medium. The uncoupled exciton resonance is approxi-
mately unchanged by the changing environment. The strong coupling
characteristics of the plasmon-exciton system are demonstrated by an
anti-crossing behaviour of the resonance peaks.

O 23.21 Mon 18:15 Poster E
Radiation patterns of semiconductor nanocrystals cou-
pled to optical dimer antennas — eNicorLas Coca Lopez!,
A~NIck HemMERLING!, HaraLp Buppe!, Francesca NicoLi?,
Tao Zuang?, Mauricio PiLo-Pais?, TiM Liepr?, and AcHiM
Harrscnun! — !Department of Chemistry, and Center for
NanoScience (CeNS), LMU Miinchen, Germany — 2Department of
Physics, and Center for NanoScience (CeNS), LMU Miinchen, Ger-

many

Optical antennas can be used to manipulate the coupling between emit-
ters and the radiation field leading to changes in the rate and direc-
tion of spontaneous emission [1,2]. Here we study single semiconductor
nanocrystals (NC) enclosed at the feed-point of plasmonic dimer an-
tennas formed by DNA-based self-assembly [3]. Radiation patterns
recorded by back-focal plane (BFP) imaging of the photoluminescence
(PL) emission of single NC-antenna systems show the antenna direc-
tivity and the spontaneous emission rate enhancement. Quantitative
model calculations of the BFP patterns are carried out to determine
the coupling strength of the different transition dipole moment orien-
tations in the NC to the antenna resonance.

[1] Bharadwaj, P. et al., Adv. Opt. Photon. 1, 438 - 483, (2009).

[2] Curto, A. G. et al., Science 329, 930 - 933, (2010).

[3] Kuzyk, A. et al., Nature 483, 311 - 314, (2012).

O 23.22 Mon 18:15 Poster E
Electrodynamics of Gold Nano-Sponges — oFELIX SCHWARZ,
Davip LerpoLp, and EricH RUNGE — Institut fiir Physik und Insti-
tut fiir Mikro- und Nanotechnologien, TU Ilmenau

Taylored disorder can prove most beneficial in nanophotonics: Not
only are systems inherently unaffected by perturbations caused by,
e.g., temperature, but also disorder-induced localization can appear
and symmetry-breaking causes light-trapping in otherwise dark modes.
Recently, irregular nanoporous gold sponges with a diameter of around
200nm and features on the 20nm scale made by clever metallurgy were
presented [1]. Our numeric calculations of plasmonic resonances show
that surprisingly long-lived modes with greatly enhanced near-field in-
tensities can be excited. The results reproduce important aspects of
scattering and nonlinear photoemission spectra found in recent ex-
perimental studies [1,2]. These are intuitively explained in terms of
interacting near-field modes and their coupling to the far-field. Fur-
thermore, we discuss the impact of our findings on future practical
applications, e.g. in chemical sensing.

[1] C. Vidal et al., ACS Photonics, 2, 1436 (2015)

[2] G. Hegert, C. Lienau, private communication

O 24: Plasmonics and Nanooptics: Fabrication, Characterization and Applications

Time: Monday 18:15-20:30

O 24.1 Mon 18:15 Poster E
Resonant energy-transfer in plasmonic hybrid arrays —
eJULIAN SINDRAM, JoseEPH P. S. FirzceERALD, and MATTHIAS KARG
— Physical Chemistry I, University of Bayreuth, Bayreuth, Germany

Energy transfer between plasmonic nanoparticles (NPs) and fluo-
rophores drastically alter the spectral response of the involved species
and can be harnessed to create plasmonic nanolasers. Such lasers can
be nanoscopic sources of coherent light with high potential for many
applications in the field of nano-optics. Energy transfer rates depend
on various parameters, including the NP material and size, the opti-
cal properties of the fluorophore, the distance between NPs and fluo-
rophores and the concentration of fluorophores. In order to achieve a
better understanding of energy transfer processes, a screening of nu-
merous parameter combinations is necessary.

We present a new and efficient approach, allowing us to prepare
and analyze large parameter sets on a single substrate. A bottom-up
preparation procedure is used to fabricate substrate supported silver
NP arrays with a spatial gradient of particle sizes. These plasmonic
arrays are embedded in a fluorophore host matrix. Position-dependent
steady-state and time resolved fluorescence spectroscopy, as well as
extinction spectroscopy, are employed to examine energy transfer.

O 24.2 Mon 18:15 Poster E

Macrocopic self-assembled anisotropic metal-insulator-metal
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nanoparticles for tunable magnetic modes — eMAX SCHNEPF!,

MARTIN MaYER!, MoriTz TEBBE2, ToBIAs A.F. Konig!, and AN-
prEAS FERY! — !Leibniz Institute of Polymer Research (IPF), Insti-
tute of Physical Chemistry and Polymer Physics, Hohe Str. 6, 01069
Dresden — 2Dept. of Physical Chemistry II, University of Bayreuth,
Universitatsstr. 30, 95440 Bayreuth

We present the synthesis and optical characterization of anisotropic
metal-insulator-metal nanoparticles featuring intrinsic metamaterial
properties within the visible wavelength range. The nanoparticle con-
sists of a single crystalline gold nanorod core and a silver/gold hybrid
nanobox shell, separated by a dielectric spacer. The magnetic mode
can be tailored by distance variations between the nanorod core and
the nanobox using a three-step synthesis. To clearly distinguish be-
tween the longitudinal and transversal mode, we have incorporated
the anisotropic nanoparticle into a stretchable polymer film (polyvinyl
alcohol, PVA). Stretching of the polymer film results in macroscopic
alignment of the nanoparticles. Using conventional UV /vis scattering
and absorption spectroscopy, we were able to identify the absorption
dominated magnetic modes. We confirmed the magnetic mode prop-
erties with finite-difference time-domain (FDTD) simulations. This
simple and rational particle design is capable of enabling bottom-up
fabrication of colloidal optical metamaterials on macroscopic areas.

O 24.3 Mon 18:15 Poster E
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Coupling of quantum well emission to surface plasmon modes
in rolled-up microtubes — eJaN SiEBELs, HoaN Vu, Togias Kipp,
and ALF MEws — Institut fiir Physikalische Chemie, Universitdt Ham-
burg, Grindelallee 117, 20146 Hamburg, Germany

It has recently been shown that dielectric grating structures with grad-
ually varying effective refractive indices in the direction perpendicular
to the periodicity can be utilized for the excitation of surface plasmons
in a wide spectral range [1]. This general idea of broad band sur-
face plasmon excitation can be transferred to simple metallic gratings
with gradually varying filling-factors. Here, we present the fabrication
and optical characterization of silver grating structures positioned in
rolled-up microtubes with embedded quantum well heterostructures.
Spectrally- and time-resolved photoluminescence spectroscopy shows
spectral shifts and changes of the decay lifetime exclusively in those
areas of these structures in which calculations indicate an overlap be-
tween surface plasmon dispersion and emission energy of the quantum
well. Based on these observations we propose and discuss possible
coupling mechanisms.
[1] J. Ehlermann et al., Appl. Phys. Lett. 106, 101106 (2015).

O 24.4 Mon 18:15 Poster E
Automatized Optical Switching of Phase Change Material for
Mid - Infrared Resonant Structures — eJULIAN A. HANSS, MAR-
TIN LEwWIN, ToB1as W.W. Mass, and THomAs TAUBNER — Institute
of Physics (IA) RWTH Aachen

Confinement and local enhancement of electric fields can be achieved
by metallic resonant structures. Dimensions and optical properties of
the structure and surroundings define the position and strength of the
resonance. Optical or thermal switching between different metastable
phases of Phase Change Materials (PCMs) with distinct optical prop-
erties provide the opportunity of reversible, post - fabrication tuning
of such resonances [1]. Focused laser beams change the structural
phase of the PCM on a microscale, providing the possibility to switch
for example single antennas of an array or write arbitrary structured
optical metasurfaces [2].

By automatizing a previously built laser setup, the efficiency of struc-
ture modulation is increased facilitating fast investigations of different
structures and material combinations. Localized, reversible tuning
of resonant structures and and writing of arbitrary patterns can be
achieved to create predefined optical responses.

[1] A. Michel et al., Nano Lett., 13(8), pp 3470-3475 (2013)
[2] Q. Wang et al., arXiv: 1508.03818 [physics.optics]

O 24.5 Mon 18:15 Poster E
Plasmonic gradient structures: Nanorod arrays with high
spectral tunability — eMarTuias Boum!, SusaN DERrENKO!,
VERA FIEHLER!, FABIAN PaTrOvsky!, STEPHAN Barru2, HAGEN
Barrzscu?, PETER Fracu?, and Lukas M. Enc! — lInstitut fiir
Angewandte Physik, Technische Universitdt Dresden, 01062 Dres-
den, Deutschland — 2Fraunhofer-Institut fiir Organische Elektronik,
Elektronenstrahl- und Plasmatechnik Dresden (FEP), 01277 Dresden,

Deutschland

Nanorod arrays are fabricated for instance by anodizing aluminum thin
films with acidic solutions such as sulfuric acid or oxalic acid [1]. When
altering the anodization conditions, different pore sizes and inter-pore
distances are achieved, hence leading to plasmonic nanorod arrays that
offer a broad range of spectral tunability when filling the pores with
e.g. gold or silver. It is well known that the plasmonic resonance
properties strongly depend on the aspect ratio (length-to-diameter) of
individual particle antennas [2]. However, when fabricating antenna
arrays, the distance between adjacent rods becomes crucial and thus
needs to be controlled by the fabrication method and conditions.

Our study here presents a experimental and theoretical analysis of
how the geometrical parameters must be varied in order to achieve
antenna gradient structures within one sample that allows spectral
tunability over several hundred nanometers in the optical wavelength
range.

[1] M. Wang, Y. Liu, and H. Yang, Electrochim. Acta 62, 424 (2012).

[2] S-W. Prescott and P. Mulvaney, J. Appl. Phys. 99, 123504
(2006).

O 24.6 Mon 18:15 Poster E
Controlled growth of high aspect-ratio single-crystalline gold-
platelets — eExno Krauss!, RENE KuLLock!, GUILHERME STEIN',
PETER GEISLER!, and BErT HEcHT!2 — 1NanoOptics & Biophoton-

ics Group, Experimentelle Physik 5, Physikalisches Institut, Univer-
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sitéit Wiirzburg, Am Hubland, 97074 Wiirzburg, Germany — 2Réntgen
Research Center for Complex Material Systems (RCCM), Am Hub-
land, 97074 Wiirzburg, Germany

Advances in nano-fabrication increase the need for high-quality single-
crystalline gold-substrates that combine large areas to enable litho-
graphic methods with low and tunable thickness. We present a simple
recipe to chemically grow high quality single-crystalline gold-platelets
with thicknesses of less than 20 nm combined with edge lengths up
to 0.2 mm. The reactants are tuned and their impact on the growth-
velocities of height and lateral size is statistically investigated. By
varying the chemical environment during growth, the thickness can be
tuned independently of the lateral size.

O 24.7 Mon 18:15 Poster E
Construction of a tip-enhanced Raman spectroscopy sys-
tem and gold tip fabrication — eMAaRcEL WEINHOLD!, THOMAS
SANDER!, JALMAR TscHAKERT?, THomAs GODDENHENRICH?, AN-
DRE SCHIRMEISEN?, SANGAM CHATTERJEE', and PETER J. KLAR! —
1 Justus-Liebig-Universitét GieRen, 1. Physikalisches Institut, Heinrich-
Buff-Ring 16, 35392 Giefen — 2Justus-Liebig-Universitit Giefen, In-
stitut fiir Angewandte Physik, Heinrich-Buff-Ring 16, 35392 Giefien

Raman spectroscopy is a powerful technique for analyzing molecular
vibrations as well as lattice dynamics in bulk materials. However, Ra-
man signals are of an weak intensity and the scattering volume probed
is rather large, roughly about (500 nm)3. Metallic Scanning Probe Mi-
croscope (SPM) tips acting as nanoantennas enhance the signal in a
small area (hot-spot) by several orders of magnitude. The phenomenon
is known as tip-enhanced Raman spectroscopy (TERS). Due to the fact
that reliable tip preparation is still challenging, we fabricated suitable
tips by etching a gold wire, sputtering a thin layer of gold on standard
Si AFM-tips, and by using an Au e-beam resist. These tips were ana-
lyzed with respect to surface roughness, apex radius, and enhancement
factor. The latter investigations were carried out on the TERS-system
constructed by us and compared with studies on a commercially avail-
able one.

0 24.8 Mon 18:15 Poster E
Surface potential studies on nanostructured plasmonic films
under monochromatic illumination — eOMER Akay!, ESEr M.
AxivocLub?, KLaus ScHwARzBURG®, and MicHAEL Giersic!l:3
1Freie Universitit Berlin, Department of Physics, Berlin, Germany
— 2Max-Planck-Institut fiir Kolloid- und Grenzflichenforschung,
Potsdam-Golm Science Park, Potsdam, Germany — 3Helmholtz-
Zentrum Berlin fiir Materialien und Energie GmbH, Institut Nanoar-
chitekturen fiir die Energieumwandlung, Berlin, Germany

Recently, surface potential changes were observed when plasmon ac-
tive and optically thin metal films with periodic perforations on the
nanoscale are illuminated with monochromatic light in the range of the
plasmon resonance of the studied nanostructured film. This effect is
described as a plasmoelectric effect that could convert optical energy
into electrical potential differences in absence of semiconductors. An
applied fabrication method to obtain plasmon active nanostructured
metallic films with hexagonally ordered perforations is nanosphere
lithography (NSL) in conjunction with plasma etching and physical
vapour deposition. We present the characterisation of our systems with
optical spectroscopy, atomic force microscopy (AFM) and we study the
impact of monochromatic light on plasmon active optically thin and
nanostructured metallic films via surface potential measurements using
Kelvin probe force microscopy (KPFM) under simultaneous illumina-
tion in the energy range of the plasmon resonance peak of our system
towards observing plasmoelectric effects.

0 24.9 Mon 18:15 Poster E
Plasmonically enhanced perovskite solar cells for photo-
voltaics — eJonas ScHwEeNnzerR!, Domenico Paone!, Justus
Back?, SaBINE Lupwias?, and HaraLD GieEsseN! — 14th Physics
Institute and Research Center SCOPE, University of Stuttgart, Ger-

many — 2Institut fiir Polymerchemie, Universitit Stuttgart, Germany

Perovskite solar cells are the most promising alternative to silicon so-
lar cells. Their record efficiency has increased from 9% to over 20%
within the last three years. Further improvements are only possible
if the photon to electron conversion efficiency can be increased. Here,
we incorporated gold nanoparticles into the alumina scaffolding layer
of perovskite solar cells to excite localized surface plasmon resonances.
We investigated the short circuit current, open circuit voltage, external
quantum efficiency, and power conversion efficiency in dependence of
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the gold nanoparticle concentration. A decrease in voltage was com-
pensated by an increased current for optical densities below 0.1. Hence,
the efficiency could be increased by 53% and 32% for optical densities
of 0.05 and 0.1, respectively. Higher nanoparticle concentrations lead
to decreased voltages and currents. Thus, we conclude that low con-
centrations of gold nanoparticles can be used to increase the current
and thereby the performance of perovskite solar cells.

0 24.10 Mon 18:15 Poster E
Nonlinear holography using plasmonic metasurfaces
eBERNHARD REINEKE!, Guixin Li?, Suumer CHENZ2, FRANZISKA
ZeUNER!, NitipaT ProOLCcHAI?, PoLis Wine Han Wong?, Epwin
Yue Bun Pun?, Kok Wa1r CuEaH2, SHUANG ZHANGZ, and THOMAS
ZENTGRAF! — 1Department of Physics, University of Paderborn,
Warburger Strafe 100, 33098 Paderborn — 2School of Physics and
Astronomy, University of Birmingham, Birmingham B15 2TT, UK
— 3Department of Industrial Physics and Medical Instrumentation,
King Mongkuts University of Technology North Bangkok, 1518 Pibul-
songkram Road, Bangkok 10800, Thailand — *Department of Elec-
tronic Engineering, City University of Hong Kong, 83 Tat Chee Av-
enue, Hong Kong

Recently it was shown that high-resolution holograms can be realized
by using plasmonic metasurfaces. Combining nonlinear metasurfaces
and holography can lead to new highly unconventional and versatile
optical devices.

Here, we show a way to generate nonlinear holograms in the vis-
ible spectral range by using Second Harmonic Generation. For this
purpose we fabricated a plasmonic nonlinear metasurface consisting
of plasmonic nanoantennas. The desired phase for the hologram is
hereby encoded in the arrangement and orientation of the antennas.
By imaging the nonlinear second harmonic signal from the sample

when illuminated with RCP or LCP short laser pulses we can recon-
struct the image. Furthermore, we demonstrate that multiplexing of
holographic images can be obtained.

O 24.11 Mon 18:15 Poster E
Large-area olasmonic devices for hydrogen sensing — eRamon
WALTER, NIKOLAI STROHFELDT, FLORIAN STERL, JONAS SCHWENZER,
and HAarRaLD GiesseN — 4th Phsics Institute and Research Center
SCOPE, University of Stuttgart

Hydrogen has the potential to be a source of clean energy when used
in fuel cells. However, it also poses potential hazards. A sensitive and
reliable sensor can reduce this risk. Plasmonics can serve as an ideal
building block for such sensor devices. By changing the optical proper-
ties of such a device under hydrogen exposure, the plasmon resonance
shifts depending to the amount of hydrogen.

An ideal plasmonic material is gold. Due to the fact that gold
nanoparticles are not reacting to hydrogen, it is necessary to cover
these particles with a dielectric film consisting of hydrogen sensitive
and transparent films, like Titaniumdioxide and zinc oxide.

We present the feasibility of such devices, using TiO2. By using a
combination of directional argon-ion-beam-etching and colloidal lithog-
raphy we produce gold nanodisks on a large-area scale. By spincoating
we deposit a thin film of TiO2 on top and finally add a thin palladium
catalyst layer. The resulting device shows a well modulated resonance
with low transmission. By changing from pure nitrogen atmosphere to
a hydrogen content of 5 %, the resonance shifts to longer wavelengths
and the transmission increases.

The sensitivity of our design can optimized by tailoring thickness
of the dielectric layer, leading to industrially viably hydrogen sensor
coatings for a multitude of practical applications.

O 25: Oxide and Insulator Surfaces: Structure and Growth

Time: Monday 18:15-20:30

0 25.1 Mon 18:15 Poster E
Oxidation of epitaxial iron films on Ag(001) — eJar! RoDE-
wALD, DANIEL BRruUNs, and JoacHiMm WOLLSCHLAGER — Fachbereich
Physik, Universitdt Osnabriick, Barbarastr. 7, 49069 Osnabriick, Ger-
many

Ferrimagnetic magnetite Fe3O4 with inverse spinel structure is a
promising candidate for magnetic devices like giant magneto resistance
(GMR) and tunneling magneto resistance (TMR). In order to develop
these devices and to select certain iron oxide phases it is important to
understand the structure and growth properties of such oxide films.
Hence, this work investigates the oxidation process of crystalline iron
films with respect to different annealing temperatures and oxygen pres-
sures. Therefore, pure bce-iron is deposited on Ag(001) substrates by
molecular beam epitaxy (MBE) and the oxidation process is divided
into three consecutive steps of pre-annealing, UHV-annealing and post-
annealing.

Surface structure and morphology are analyzed by spot profile analysis
low energy electron diffraction (SPA-LEED), while the chemical com-
position of the surface is investigated by Auger electron spectroscopy
(AES). Additionally, grazing incidence x-ray diffraction (GIXRD) mea-
surements are performed in order to obtain information on the bulk
structure of the deposited films.

The largest amount of magnetite is generated by post-annealing at
400°C and an oxygen pressure of 1-1075 mbar, while higher tempera-
tures reduce the amount of oxygen and induce a structural change at
the surface.

O 25.2 Mon 18:15 Poster E
Oxygen-induced phase switch of sub-monolayer iron oxide on
Ir(100) — eCHRISTOPHER SOBEL, PAscAL FErsTL, LuTz HAMMER,
and M.ALEXANDER SCHNEIDER — Lehrstuhl fiir Festkorperphysik,
Universitdt Erlangen-Niirnberg, Staudtstr. 7, 91058 Erlangen

By means of STM and LEED we show that two different sub-monolayer
iron oxide phases exist on the Ir(100) surface which can be converted
into each other by changing the chemical potential of oxygen. In oxy-
gen poor conditions a 3x1-phase of one-dimensional FeOq wires forms
which covers the whole surface homogeneously. In contrast oxygen
rich conditions lead to a condensation into compact islands of quasi-
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hexagonal FeO(111) with an incommensurate "c(8.8%2)"-structure.
The remaining iridium surface is covered by a pure oxygen 2x1-O
phase [1]. The energy gain when forming the latter appears to be
the driving force for the switch between the extended 3x1 and the
compact island iron oxide phase. The behaviour differs qualitatively
from other transition metals as for example cobalt, where in oxygen
rich conditions the wires change from CoOs to CoOgs stoichiometry.
This fact indicates a delicate energy balance between the different
phases.

[1] K. Johnson et al., J. Chem. Phys. 112, 10460 (2000)

0 25.3 Mon 18:15 Poster E
Ab initio Raman-spectroscopic study on Ce-Zr-Oxides —
oMARCEL GIAR, MicHAEL BAcHMANN, LiME!I CHEN, PETER J. KLAR,
and CHRISTIAN HEILIGER — I. Physikalisches Institut, Justus-Liebig-
University, D-35392 Giessen, Germany

Mixed Zr-Ce-oxides may serve as oxygen-storing co-catalysts in au-
tomotive applications or as catalytically active species in oxidation
reactions. Amongst these, k-Ce2Zr20g is particularly known for its
excellent oxygen storage capacity (OSC). This phase may be obtained
from the so-called pyrochlore phase pyr-CezZr207 by incorporating
oxygen, thereby oxidizing Ce3t to Ce?*. The underlying structural
transition form the pyrochlore to the k-phase is the key to understand-
ing the superb OSC. Being very sensitive to structural differences, Ra-
man spectroscopy is a well-suited method for investigating differences
between crystal phases on a structural, electronic and vibrational level.
Hence, in order to understand structural as well as electronic differ-
ences of both phases we calculate Raman susceptibilities and derived
spectra based on DFT calculations. With our theoretical results we
aim to interpret experimental Raman spectra.

0 25.4 Mon 18:15 Poster E
Complex dielectric function of SrTiO3 and BaTiO3 by
HREELS — eFLoORrRIAN ScHUMANN!, Kraus MEeNEL!, and WoLF
Wippral:2 — lInstitute of Physics, Martin-Luther-Universitit Halle-
Wittenberg, Halle — 2Max-Planck-Institut fiir Mikrostrukturphysik,
Halle

Phonons and their softening are key elements for the phase transitions
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in ferroelectrics and multiferroics. In thin films, the phonons depend
sensitively as well as the phase transition temperatures on the strain
within the film. Here we report on high-resolution electron energy loss
spectroscopy (HREELS) on the (001) and (111) surfaces of BaTiOg
and SrTiOz. HREELS reveals three dipole-active phonon polaritons,
which are derived from the known transversal optical bulk phonons.
In addition, it will be demonstrated that the complex dielectric func-
tion in the energy range from 4 to 1000 meV can be quantitatively
extracted from the experimental loss function. This opens up the ad-
ditional characterization of oxide doping levels as will be discussed for
single crystal surfaces and thin films down to one unit cell thickness.

O 25.5 Mon 18:15 Poster E
Structural and magneto-optic properties of epitaxial iron
films on MgO(001) — eJannis ThiEn!, Orca KuscueL!, Timo
OBERBIERMANN2, TiMo KuscreL?, and JoacHIM WOLLSCHLAGER!
— Fachbereich Physik, Universitidt Osnabriick, Barbarastr. 7, 49069
Osnabriick, Germany — 2Fakultét fiir Physik, Universitit Bielefeld,
Universitatsstr. 25, 33615 Bielefeld, Germany

For years it is known that the linear magneto-optic Kerr effect depends
on the wavelength of the applied laser. The currently outstanding ques-
tion is a wavelength dependence for the quadratic magneto-optic Kerr
effect as proposed by theoretical calculations for cubic crystals [1].

In order to compare the theoretical predictions with experiment, crys-
talline samples are needed. Thus, epitaxial iron films were grown by
molecular beam epitaxy on MgO(001) at different temperatures. Each
sample was capped with an amorphous silicon film at room tempera-
ture to prevent oxidation of the iron film. For the purpose of examining
the purity of the evaporated iron, XPS measurements were made. The
structural characterization was realised by LEED, XRR, AFM and
XRD measurements. The magnetic properties were probed by MOKE
experiments.

Both chemical composition and structural as well as magnetic prop-
erties of the iron film change with increasing deposition temperature.
From these results the sample with the most promising characteristics
was choosen for the study of wavelength dependence of the quadratic
magneto-optic Kerr effect.

[1] Hamrlova et al., submitted

O 25.6 Mon 18:15 Poster E
A first step of twin polymerization to study: The self-
assembly of the twin monomer Spiro at the LSI influenced
by sonication and deposition substrate temperature. —
oYEN D.C Ncuven!, Ha N.T Ncuven!, MicHaeL HiersHOLD!,
Traomas EBErT?, and STEFAN SPANGE? — 1TU-Chemnitz, Institute
of Physics, Solid Surfaces Analysis Group, D-09107 Chemnitz, Ger-
many — 2Polymer Chemistry Group, Institute of Chemistry, TU-
Chemnitz

The twin monomer 2,2*-spirobi [4H-1,3,2-benzo-dioxasiline] (SBS)
consisting of building blocks bonded together covalently has been used
to produce organic*inorganic nanostructured hybrid materials. The
polymerization is initiated by ring opening of the 4H-1,3,2- benzodiox-
asilines or cleavage of the Si-O-C bonds. This way generates two struc-
turally different homopolymers (silicon dioxide and a phenolic resin).
Self-assembly of this twin monomer (SBS) at undecanol/HOPG inter-
face investigated by STM at the liquid-solid interface (LSI) influenced
by sonication and deposition substrate temperature. Firstly, by son-
icating SBS/undecanol solution samples in different time periods the
polymerization of spiro monomer at undecanol/HOPG has been ob-
served without any catalyst. Secondly, the polymerization of spiro
monomer can also be controlled by the substrate temperature during
the deposition of the molecules out of the solution. By increasing the
temperature of the pre-heated substrate, various periodic assemblies
of spiro (dimer, trimer or pentamer resin) can be obtained.

O 26: Oxides and Insulator Surfaces: Adsorption
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O 26.1 Mon 18:15 Poster E
Vibrational Spectroscopic Studies of Formaldehyde Ad-
sorption on Rutile TiO2(110) — eXiaosuan Yul, CuENnGwuU
Yanc!, FaBiaNn BEBENSEE!, ALEXEI NEFEDOV!, ZHENRONG ZHANGZ,
QinerENG Ge?, ZpeNexk DouNALEK?, YuemiN Wanc!, and
CuristorF WoLL! — lInstitute of Functional Interfaces, Karlsruhe In-
stitute of Technology, 76344 Karlsruhe, Germany — 2Department of
Physics, Baylor University, Waco, Texas 76798, USA — 3Department
of Chemistry and Biochemistry, Southern Illinois University, Carbon-
dale, Illinois 62901, USA — “Institute for Interfacial Catalysis, Pacific
Northwest National Laboratory, Richland, Washington 99352, USA

TiO2 is one of the most important metal oxides used in catalysis and
photocatalysis. The interaction of TiO2 with aldehydes is of particular
interest due to its promising applications in ethanol fuel cells, hydro-
gen production, biomass and in the control of air pollution. Here, the
adsorption of formaldehyde (CH2O) on the rutile TiO2(110) surface
was studied by infrared reflection-absorption spectroscopy (IRRAS).
The IR data reveal the presence of different species depending on the
temperature and coverage. The CH2O monomer is identified after
submonolayer adsorption at 70 K, in which CH20 is weakly bound to
the surface Tis. sites. Further adsorption at 70 K leads to the forma-
tion of multilayer CH20O, which desorbs completely upon heating to
120 K. Simultaneously, paraformaldehyde is formed at Tis. sites along
[001] direction and becomes the dominant surface species. In addition,
dioxymethylene is detected as a minority one formed via reaction of
CH20 with neighboring Oy, along [1-10] direction.

0 26.2 Mon 18:15 Poster E
Dimerization of benzoic acid on TiO: surfaces—an ab-initio
study — eWoLrFGANG HECKEL, TiMm WURGER, and STEFAN MULLER
— Hamburg University of Technology, Institute of Advanced Ceramics

At the hybrid organic—metal-oxide interface intermolecular forces may
contribute to improving mechanical stability. For instance linker
molecules possessing an aromatic side chain interact with each other
via van-der-Waals interaction.

In this regard, the adsorption of benzoic acids on TiO2 (110) rutile
serves as a prototype system. A very regular 2 X 2 overlayer due to
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dimerization via the phenyl groups has recently been reported [1].

Here, we present a density functional theory analysis of the dimer-
ization of benzoic acids on both, anatase and rutile TiOg surfaces.
To properly describe the attractive interaction of adsorbing molecules
among each other, we applied an exchange correlation functional with
van-der-Waals correction. For all surface orientations, the prefered
dimer formation mode (hydrogen—to—m-orbital or tilted and twisted
m—to—m) as well as the amount of energy gain resulting from dimeriza-
tion will be discussed.

[1] Grinter et al., J. Phys. Chem. Lett. 5, 4265 (2014).

Supported by DFG, SFB 986, project A4.

O 26.3 Mon 18:15 Poster E
Coverage-dependent behaviour of water on hematite(0001)
from first principles — eRomMaAN OvcHARENKO and ELENA
VorosHiNA — Humbold-Universitit zu Berlin, Berlin, Germany

It is well established that the water adsorption behaviour at high cov-
erage regime may differ drastically from its adsorption at low coverage.
The hydrogen bond network between polar water molecules and their
residues tends to stabilize the water layer structure on top of a surface
preventing following dissociation. Thus, the qualitative changes from
the dissociative adsorption to the molecular one were found to take
place on top of the aluminium oxide (0001) surface, which is isomor-
phic to hematite, at coverage more than 1 ML. For magnetite(001)
such mixed dissociative-molecular adsorption was established already
for the second water molecule in the 2x2 unit cell. Partially inherit-
ing the properties of both aforementioned metal oxides, the hematite
surface may affect the upper water layers forcing them to demonstrate
adsorption behaviour different to the one on aluminium oxide or mag-
netite.

Here we present the theoretical study of the water adsorption on top
of the hematite(0001) single-iron termination within the PBE+U+D
level of accuracy to account for both the Fe 3d strongly correlated
electrons as well as the weak dispersion interactions between water
fragments on top of the surface.

O 26.4 Mon 18:15 Poster E

In-situ studies on the growth and functionalization of
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MgO/Ag(100) — eSaBRINA PEcHMANNY, GINA PrscHEL?, HAGEN
Kremm?, THoMmAas ScuMipT?, and RAINER FiNk! — 1Physical Chem-
istry, FAU Erlangen-Nuremberg, Erlangen, Germany — 2Chemical
Physics, Fritz-Haber-Institute of the Max Planck Society, Berlin, Ger-
many

Metal oxide thin films on metal supports are important for various
technological applications like catalysis or the fabrication of electronic
devices [1]. Surface modification and functionalization plays an im-
portant role to tune the oxide surface properties. We investigated the
in-situ growth and structural properties of epitaxial MgO thin films on
Ag(100) using surface-sensitive LEEM and XPEEM. MgO on Ag(100)
serves as an attractive model system as the lattice mismatch between
both bulk structures is only 3.1%, allowing epitaxial growth with just
a small number of grain boundaries [2]. MgO is sensitive to both,
electron and x-ray illumination. We could follow the structural mod-
ifications. While electrons induce a long-range ordered superstruc-
ture different from the pristine material, x-ray illumination induces
the formation of square-like nanostructures. We attribute the long-
range order to H20 or OH adsorption, which has been further investi-
gated by temperature-programmed desorption (TPD). The adsorption
of medium-sized organic molecules on thus modified surfaces will be
compared to the non-reconstructed surfaces. This work is funded by
the DFG within the funCOS research unit (FOR 1878) [1|Kramer, J.
et al., Surf. Sci. 517, 87-97, 2002 [2|Valeri, S. et al., Surf. Sci. 507-510,
311-317, 2002

0 26.5 Mon 18:15 Poster E
Self-assembly of polycyclic aromatic hydrocarbons on bulk
MgO(001) — eTim Sanper!, MaximiLian AmMoN!, NATALIE
HamMmER?, MiLaN KivaLa?, and SABINE MAIER! — !Department of
Physics, FAU Erlangen-Niirnberg, Germany — 2Department of Chem-

istry and Pharmacy, FAU Erlangen-Nirnberg, Germany

MgO is a wide band gap insulator and a prototype oxide material
with interesting catalytic properties. First, we report on the surface

preparation and characterization of clean MgO(001) surfaces based
on atomically resolved non-contact atomic force microscopy (nc-AFM)
measurements. The MgO surfaces were cleaved in ultra-high vacuum
using a home-built cleaving device and annealed prior to imaging to
compensate surface charges. Second, we discuss the self-assembly of
halogen-substituted bridged triphenylamine derivatives on MgO(001).
Molecularly resolved nc-AFM images were performed to analyze the
adsorption geometry and sites of the molecules.

O 26.6 Mon 18:15 Poster E
LEED-FTIR-DFT investigation of a twodimensional mixed
phase CO3-C;H; adsorbed on the KCI(100) surface —
eJocHEN VoaT — Uni Magdeburg, Magdeburg, Germany

Results from aerosol chemistry point towards the existence of a mixed
phase CO2-CaoHa (1:1) that is metastable with respect to bulk CO»
and bulk CoHs under cryogenic conditions [1,2]. On the KCI(100)
surface, CO2 and CoHz are known to form well-ordered 2D layers
with (6\/5 X \/§)R45° and (\/5 X \/i)R45° symmetry, respectively.
In coadsorption experiments a KCI1(100) surface was precovered with
CO2 at 80 K and then exposed to acetylene and CO2 at partial pres-
sures of 10”8 mbar. LEED patterns and infrared spectra indicate the
displacement of the high-order CO5 layer and the formation of acety-
lene islands under these conditions. However, previously unobserved
IR bands at 2368.6 cm™! (CO2) and 3192.3 cm™! (C2Hs) both with
dipole moments perpendicular to the surface are a strong indication
for the formation of a mixed phase. Results of plane wave DFT calcu-
lations are presented which show that the total energy of a CO2-C2Hg
(1x1)/KCI(100) structure with perpendicularly oriented acetylene on
top of C1~ and CO2 on top of KT is only 1.8 kJ mol~! higher com-
pared to total energies of the separated phases. In addition, phonon
calculations based on this structure model can reproduce the observed
blue shift (COz2) and red shift (C2Hz). [1] T. E. Gough, T. E. Rowat,
J. Chem. Phys. 109 (1998), 6809 [2] T. C. Preston, R. Signorell, J.
Chem. Phys. 136 (2012), 94510

O 27: Overview Talk: Leonhard Grill

Time: Tuesday 9:30-10:15

Invited Talk O 27.1 Tue 9:30 S054
The Emergence of Covalent On-Surface Polymerization —
eLLEONHARD GRILL — Department of Physical Chemistry, University
of Graz, Heinrichstrasse 28, 8010 Graz, Austria

The covalent linking of molecular building blocks directly in the two-
dimensional confinement of a surface, the so-called on-surface poly-
merization, has developed rapidly in the last years since it repre-
sents a reliable strategy to grow functional molecular nanostructures
in a controlled fashion. In this presentation an overview over the
growth of such structures will be given, highlighting the important
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aspects for their formation. These processes are typically studied by
scanning tunneling microscopy that allows exploration of the initial
monomer species, intermediate products and final nanostructures with
sub-molecular spatial resolution. In this way, the chemical structures of
the ex-situ synthesized initial molecules are directly correlated with the
outcome of the chemical reaction. Examples with different monomer
species in view of growing heterogeneous molecular structures and the
importance of the molecular interaction with the template surface as a
further key parameter to control the molecular diffusion and tune the
final molecular architecture will be discussed as well as the function-
ality of the resulting structures.

O 28: Organic-lnorganic Systems |: PTCDA

Time: Tuesday 10:30-13:00

Invited Talk O 28.1 Tue 10:30 S054
Unravelling the structural and electronic properties of or-
ganic/metal interfaces with photoemission tomography —
ePETER PuscHNIG — Institut fiir Physik, NAWI Graz, Karl-Franzens-
Universitat Graz, Graz, Austria

In the last years, a renaissance of angle-resolved photoemission spec-
troscopy (ARPES) for organic/metal interfaces could be observed.
This development was mainly driven by the fact that, in opposition
to conventional wisdom, the angular dependence of the photoemission
current from oriented molecular films can be understood by assuming
a plane wave as the final state of the photoemission process. This
approximation allows for a simple and intuitive interpretation of the
transition matrix element in terms of the Fourier transform of the ini-
tial state orbital leading to a combined experimental/theoretical tech-
nique, called photoemission tomography (PT).

In this contribution, I will focus on recent experimental and theo-
retical results obtained by PT. First, on the example of a Cs-doped

48

Location: S054

bilayer of sexiphenyl, I demonstrate how PT enables a layer-resolved
picture of the electronic structure thereby revealing the charge trans-
fer processes upon doping. Similarly, for the doping of a monolayer
of pentacene on Ag(110), PT unambiguously identifies the electronic
states at various doping stages and unravels the processes determining
the electronic level alignment. Finally, for the example of a PTCDA
monolayer on Ag(110), I will show how ARPES data for a set of photon
energies in the range between 20 and 55 eV leads to three-dimensional
real-space images of molecular orbitals.

0 28.2 Tue 11:00 S054

Vibronic Modes in Molecular Orbital Imaging — eAcHIM
Scuorn!,  MARTIN - Graus!, MAaNUEL GRriMm', CHRISTIAN
MEeTzGER!, MatTHiAs DauTtn?, CurisTIAN Tuscue®4, JURGEN

KirscHNER?, STeEpHAN KOMMEL2, and FRIEDRICH REINERT

IUniversitdt Wiirzburg, Experimentelle Physik VII, 97074 Wiirzburg,
Experimentelle Physik 7, 97074 Wiirzburg — 2Universitét Bayreuth,
Theoretische Physik IV, 95440 Bayreuth — 3Forschungszentrum

1
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Jiilich, 52425 Jiilich — *Max Planck Institut fiir Mikrostrukturphysik,
06120 Halle

Photoelectron momentum microscopy with high energy resolution al-
lows imaging of molecular orbitals with resolution of vibronic modes.
We demonstrate that the intensity patterns of photoelectrons de-
rived for the vibronic sidebands of molecular states show characteristic
changes due to the distortion of the molecular frame in the vibroni-
cally excited state. By a comparison to the simulated patterns derived
from calculations, an assignment of the specific vibronic mode that
preferentially couples to the electronic excitation is possible, which in
the example of the HOMO of coronene is a b2u inplane mode with an
energy of 0.2 eV. Orbital imaging by photoelectron momentum map-
ping with vibronic resolution thus provides unique information for the
analysis of the coupling between electronic and vibronic excitation, and
allows fascinating insight into the properties of molecular materials.

O 28.3 Tue 11:15 S054
Surface crystallography by LEED-IV of large organic ad-
sorbates on Ag — eIna Kriecer!3, Georc HELD2, CHRISTIAN
Kumpr3, and MoriTz SokoLowski! — lInstitut fiir Physikalische
und Theoretische Chemie, Universitdt Bonn, 53115 Bonn, Germany —
2Department of Chemistry, University of Reading and Diamond Light
Source, UK — 3Peter Griinberg Institut (PGI-3), Forschungszentrum
Jilich, 52428 Jiilich, Germany

LEED-IV is a powerful technique for surface crystallography which
supplies detailed experimental structure information on the adsorption
geometry of large organic molecules on surfaces revealing important in-
sights in inter-atomic interactions and chemical bonding. Using data
from different angles of incidence and optimizing the program code
we were able to overcome the challenges given by the limitations of
the experimental data set and the calculation times required for the
complex and large unit cells.

Here we will report on a recent LEED-IV analysis of PTCDA on
Ag(100), at present yielding a good Pendry R-factor of about 0.23.
The calculation is based on a unit cell containing 156 atoms and exper-
imental curves for five angles of incidence with an energy-to-parameter
ratio over 200 eV. We were able to derive structural information about
the surface geometry, in particular with regards to vertical distortions
of the molecule core and the buckling of the substrate surface, which
could so far not be obtained by other structure methods and are in good
agreement with results from DFT and NIXSW studies. Supported by
the DFG.

O 28.4 Tue 11:30 S054
Structure and thermal stability of organic heterostructures
on Ag(111) — eSEBASTIAN THUSSING, LAURA FERNANDEZ, and
PeETER JakOB — Fachbereich Physik, Philipps-Universitdt Marburg,
Renthof 5, 35032 Marburg, Germany

The growth of highly ordered molecular films exceeding the first few
monolayers represents a challenge as these layers are inherently un-
stable and susceptible to dewetting processes. Understanding the ki-
netics of associated phase transformations and proper characterization
tools are therefore crucial in such studies. We have investigated the
thermal stability and intermixing of various heterolayer model systems
(stacked CuPc/PTCDA and TiOPc/PTCDA layers grown on Ag(111))
by means of analyzing the characteristic vibrational modes of these
molecules using IR spectroscopy. In addition, SPA-LEED provided
information regarding the lateral ordering of these layers. We find
that the growth of TiOPc layers on Ag(111) leads to the formation
of a stable bilayer where the first layer is oriented with ”Ti=O up”
and the second layer with "Ti=0O down”. This particular structural
arrangement is attributed to a minimization of dipole-dipole interac-
tion within this stacked Ti=O assembly. Considering the stability
of this configuration, bilayers of TiOPc (and CuPc for comparison)
have been combined with PTCDA contact primer layers. Again the
TiOPc-bilayer exhibits exceptional thermal stability with minimal in-
termixing with underlying PTCDA /Ag(111) up to about 450K. This is
in contrast to the growth of a CuPc bilayer on PTCDA /Ag(111) which
shows negligible intermixing but CuPc cluster formation already at T
= 250K.

O 28.5 Tue 11:45 S054
Perlyene derivatives adsorbed on O-terminated ZnO. An
X-ray standing wave study — eANTONI FraNco-CARNELLAS!,
JENS NIEDERHAUSEN?, ALEXANDER HINDERHOFER!, TIEN-LIN LEE3,
ALEXANDER GERLACH!, NoRBERT Kocu?4, and FRANK SCHREIBER!
— Mnstitut fiir Angewandte Physik, Universitiat Tiibingen, Germany

49

— 2Helmholtz-Zentrum Berlin fiir Materialien und Energie GmbH,
Germany — 3Diamond Light Source, UK — “Institut fiir Physik,
Humboldt-Universitat zu Berlin, Germany

Adsorption-induced conformational changes of large organic molecules
have been extensively studied in the past for metal-organic interfaces
employing the X-ray standing wave (XSW) technique [1], which pro-
vides an element-specific measurement of the adsorption distance of
the molecule. Here, we show that the same method can be applied
to inorganic-organic semiconductor interfaces. In particular, perylene,
PTCDA and PTCDI adsorbed on O-terminated ZnO were studied with
XSW. Our results shed light on how the ZnO affects the adsorption
geometry of the molecule and how different functional groups distort
and modify the overall adsorption distance, which is crucial to prop-
erly understand the substrate-molecule energy-level alignment within
the context of hybrid inorganic-organic systems for optoelectronic ap-
plications [2,3].

[1] A. Gerlach et al., in The Molecule-Metal Interface (eds N. Koch,
N. Ueno and A. T. S. Wee), Wiley-VCH, Weinheim, Germany (2013).

[2] R. Schlesinger et al. Phys. Rev. B 2013, 87, 155311.

[3] M. Gruenewald et al. J. Phys. Chem. C 2015, 119, 4865.

0O 28.6 Tue 12:00 S054
Tracing structural and electronic changes in the first metal
layer of metal-organic hybrid interfaces — eJoHANNES SEIDEL!,
NormaN Haac!, Lisa GrRAD!, GERBEN VAN STRAATENS, MARKUS
FrANKE®, CHRISTIAN TuUscHE?, JURGEN KIRSCHNER?, CHRISTIAN
KuMPF3, BENJAMIN STADTMULLER!, MIrRko CINCHETTI!, and MAR-
TIN AESCHLIMANN! — 1Department of Physics and Research Center
OPTIMAS, University of Kaiserslautern, Erwin-Schrodinger-Strasse
46, 67663 Kaiserslautern, Germany — 2Max-Planck-Institut fiir
Mikrostrukturphysik, 06120 Halle, Germany — 3Peter Griinberg In-

stitut (PGI-3), Forschungszentrum Jiilich, 52425 Jiilich, Germany

In this work, we show how the geometric and electronic properties of
metal surfaces can be altered by the molecule-substrate interaction.
As a model system, we chose a Ag(111) surface and embed Pb tracer
atoms into the topmost Ag(111)-layer by surface alloying.

We have studied the electronic valence structure of interfaces formed
by prototypical organic molecules adsorbed on the Pb/Ag(111) surface
alloy by momentum microscopy. While the adsorption of PTCDA sig-
nificantly alters the alloy band structure, no changes are observed for
CuPc. The changes in the valence band of the PTCDA/Pb/Ag(111)
interface can be explained by vertical relaxation of the Pb tracer atoms
as determined by x-ray standing waves method. Such relaxation occurs
only at the interface formed with PTCDA, not with CuPc. We thus
propose that the modifications of the Pb/Ag(111) surface alloy can be
attributed to the formation of local bonds between PTCDA and the
surface alloy which are absent in case of CuPc.

O 28.7 Tue 12:15 S054
Determination of the adsorption geometry of the PTCDA
on the Cu(110) surface by NIXSW triangulation
eSimoN Weiss! 2, Ina KRIEGER?, TiMo HEEPENSTRICK®, SERGUEI
Sousarcu!-?, and F. STEFAN TauTz!? — Peter Griinberg Institut
(PGI-3), Forschungszentrum Jiilich, 52425 Jiilich, Germany — 2Jiilich
Aachen Research Alliance (JARA)-Fundamentals of Future Informa-
tion Technology, 52425 Jiilich, Germany — 3Institut fiir Physikalische
und Theoretische Chemie, Universitdt Bonn, 53115 Bonn, Germany

The normal incidence x-ray standing wave (NIXSW) technique is fre-
quently used to determine the adsorption height of atoms or molecules
adsorbed on surfaces. Moreover it is possible to identify the adsorp-
tion site as well using several Bragg reflections and the triangulation
approach.

We applied this method to a ordered layer of 3,4,9,10-
perylenetetracarboxylic dianhydride (PTCDA) on the Cu(100) sur-
face. This molecular phase contains two differently orientated PTCDA
molecules, equivalent from structure point of view, which are found to
be located at bridge sites. Compared to PTCDA adsorbed on the low
index Ag surfaces, the bending of the PTCDA molecule on Cu(100)
is different. The carboxylic oxygens are no longer located below the
perylene backbone. Nevertheless the tendency that the oxygen atoms
adsorb close to on top positions relative to the surface atoms is con-
served.

O 28.8 Tue 12:30 S054
Controlling the electronic properties of heteromolecular
monolayers without affecting their structure through ex-
change of the phthalocyanine central metal atom — ¢ GERBEN
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VAN STRAATEN!, BENJAMIN STADTMULLER?, MARKUS FRANKE!, phthalocyanine molecule on Cu(111) surface — eSHASHANK
and CurisTiaN Kumpr! — !Peter Griinberg Institut (PGI-3), S. Harivyasi!, OrLiver T. Hormann!, Nauip Irvas?, OLIVER
Forschungszentrum Jiilich GmbH, Jiilich, Germany, and Jiilich-Aachen L.A. MonTi?, and EcBERT ZoJErR! — lInstitute of Solid State

Research Alliance (JARA) - Fundamentals of Future Information Tech-
nology — 2Department of Physics and Research Center OPTIMAS,
University of Kaiserslautern, Kaiserslautern, Germany

Planar aromatic molecules in a mixed monolayer can indirectly influ-
ence each other leading to charge transfer from one molecule to the
other via the substrate[1]. This effect provides new ways to tailor the
properties of metal-organic interfaces but it’s application is compli-
cated by the fact that exchanging the molecular species can change the
lateral ordering. This can be avoided when phthalocyanine molecules
are used since their interaction with neighboring molecules is largely
independent of the central metal atom. Taking advantage of this we
prepared mixed monolayers of SnPC and PTCDA on Ag(111) and com-
pared them with known CuPC + PTCDA monolayers exhibiting the
same lateral structure[l]. We observed a shift of the PTCDA FLUMO
and surprising changes in the vertical adsorption structure, proving
that this technique allows tuning of the organic-metal interface prop-
erties independently of the lateral structure.

[1] Benjamin Stadtmiiller et al., Nature Communications 5 (2014)

0 289 Tue 12:45 S054

Understanding the planarization of shuttle-cock shaped sub-

Physics, NAWI Graz, Graz University of Technology, Graz, Austria
— 2University of Arizona, Tucson, Department of Chemistry & Bio-
chemistry, 1306 E. University Blvd., Tucson, AZ 85721, USA

The structure of an organic semiconductor plays a determining role in
its adsorption on a metal surface. Large planar molecules like planar
phthalocyanines, pentacene and PTCDA typically lie completely flat
on most metal surfaces. The situation becomes more complex in case
of non-planar molecules. They generally show a tendency to planarize
upon adsorption but the extent of this planarization varies from neg-
ligible to almost complete for various metal-molecule combinations.

Here, we try to understand the reasons for this planarization by
studying an extreme example exhibiting almost complete planariza-
tion: adsorption of shuttle-cock shaped Chloroboron subphthalocya-
nine on Cu (111). Using DFT, we study the steps of the adsorption
process by gradually increasing the van der Waals interaction between
the adsorbate and the substrate and following the evolution of the
molecule’s electronic and geometrical structure. We identify the bond-
ing of the molecule as a two-stage process involving Fermi-level pinning
followed by a rehybridization of the molecule’s frontier orbitals. Es-
pecially the observed evolution of charge rearrangements help us to
explain why we see an almost complete planarization.

O 29: Topology- and Symmetry-Protected Materials

Time: Tuesday 10:30-13:30

Invited Talk 0O 29.1 Tue 10:30 S051
Toward single atom qubits on a surface: Pump-probe spec-
troscopy and electrically-driven spin resonance — eWILLIAM
PauL — IBM Research, San Jose CA, USA

We will discuss the characterization of spin dynamics by pump-probe
spectroscopy and the use of gigahertz-frequency electric fields to drive
spin resonance of a Fe atom on a MgO/Ag(001) surface. Also, the
technical challenges in applying a precise voltage to the tip sample
junction across a wide radio-frequency bandwidth will be described.
The energy relaxation time, T1, of single spins on surfaces can be
measured by spin-polarized pump-probe STM (scanning tunneling mi-
croscopy) [1]. To date, the relaxation times reported for Fe-Cu dimers
on Cu2N insulating films have been of the order 7100 ns [1]. A three-
order-of-magnitude enhancement of lifetime, to 7200 us, was recently
demonstrated for Co on a single-monolayer of MgO [2]. Here, we re-
port on the tailoring of the T1 lifetime of single Fe atoms on single-
and multi- layer MgO films grown on Ag(001). Next, we demonstrate
electron spin resonance of an individual single Fe atom, driven by a
gigahertz-frequency electric field applied across the tip-sample junc-
tion, and detected by a spin-polarized tunneling current. The prin-
ciple parameters of the spin resonance experiment, namely the phase
coherence time T2 and the Rabi rate, are characterized for Fe atoms
adsorbed to the monolayer MgO film.

[1] Loth et al., Science 329, 1628 (2010) [2] Rau and Baumann et
al., Science 344, 988 (2014) [3] Baumann and Paul et al., Science 350,
417 (2015)

0 29.2 Tue 11:00 S051
Mesoscopic spin coherence through electron focusing in topo-
logical insulators — ePHILIPP RUSsMANN, PHIvos MAVROPOULOS,
Ncuyven H. LoNg, and STEFAN BLUGEL — Peter Griinberg Institut
and Institute for Advanced Simulation, Forschungszentrum Jiilich and
JARA, D-52425 Jiilich, Germany

Long coherence lengths of quasiparticles are an essential ingredient for
spintronics applications. Motivated by previous experiments [P. Sessi
et al, Nat. Comm. 5, 5349 (2014)] we undertook a combined the-
oretical and experimental study, using density functional theory and
STM, where we found standing wave patterns of mesoscopic dimen-
sions around magnetic defects on the surface of BixTes. We identified
two necessary conditions for the effect: (i) focusing by the BixTes
Fermi surface due to its hexagonal warping and (ii) large scattering
strength of the magnetic defects. We modeled different magnetic de-
fects and analyzed the energy dependence of the scattering properties
in the energy range where the shape of the constant energy contour
changes from circular over hexagonal to snowflake-like. For the calcu-
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lation of the electronic structure and scattering properties we employed
the full-potential relativistic Korringa-Kohn-Rostoker Green-function
method [D.S.G. Bauer, Schriften des Forschungszentrums Jiilich, Key
Tech. 79 (2014); N. H. Long et al., Phys. Rev. B 90, 064406 (2014)].

We enjoy close collaborations with P. Sessi and M. Bode (Wiirzburg
University) and thank for financial support from the DFG (SPP-1666),
the VITI project of the Helmholtz Association and computational sup-
port from the JARA-HPC Centre (RWTH Aachen University).

0 29.3 Tue 11:15 S051
Generation of transient photocurrents in the topological sur-
face state of SbyTez bydirect optical excitation with mid-
infrared pulses — eJonanNEs REIMANN, KEnTA KuUrRODA, JENS
GUDDE, and ULricH HOFER — Fachbereich Physik und Zentrum fiir
Materialwissenschaften, Philipps-Universitat, D-35032 Marburg

We combine tunable mid-infrared (MIR) pump pulses with time- and
angle-resolved two-photon photoemission (2PPE) to study the ultra-
fast electron dynamics of the topological surface state (TSS) of SbaTes.
It is revealed that MIR pulses permit a direct excitation of the unoc-
cupied T'SS owing to an optical coupling across the Dirac point. This
is in contrast to the delayed filling observed in previous 2PPE ex-
periments on topological insulators with pump photon energies in the
visible range. The novel optical coupling provokes asymmetric tran-
sient populations of the TSS at k|, which mirrors a macroscopic
photoexcited electric surface current. By observing the decay of the
asymmetric population, we directly investigate the dynamics of the
photocurrent in the time domain. We find a long equilibration time
of 77 = 2.5 ps for the population at +k)| that shows no significant
change for different sample temperatures of 80 K and 300 K. Consid-
ering a Debye temperature of fp = 162 K this result indicates that
phonons play only a minor role for the momentum scattering. We sug-
gest that scattering at surface defects is instead the limiting factor for
the current lifetime.

0 29.4 Tue 11:30 S051
Time- and angle-resolved two-photon photoemission from p-
doped septuple-layered topological insulators — eSEBASTIAN
OrTto, JoNnas RiETscH, and THoMAs FAusTER — Lehrstuhl fiir
Festkorperphysik, Universitdt Erlangen-Niirnberg, D-91058 Erlangen,
Germany

Time- and angle-resolved two-photon photoemission is used to study
the electronic structure of septuple-layered antimony telluride crystals
of different p-dopings. All surfaces show a topological surface state.
The Dirac point is found between Eg + 0.38 eV for GeSbaTes and
Er + 0.25 eV for SnBig.2Sbj gTes. The topological surface state is
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populated mainly from the conduction band minimum according to the
evolution of its temporal population. Similar to the case of SnSboTey
[1], the electrons in the topological surface state decay rather fast
into a partially unoccupied valence band maximum depending on the
strength of the p-doping.

[1] D. Niesner, S. Otto, V. Hermann and Th. Fauster, Phys. Rev. B
89, 081404(R) (2014)

0O 29.5 Tue 11:45 S051
Controlling the spin-texture of topological insulators
with organic molecules — SeBASTIAN JakoBsb2, BENJAMIN
StaDTMULLER!, eDoMINIK JUNGKENN!, MARTIN Laux!, JOHANNES
ST6CKLY, MARTIN AESCHLIMANN!, STEFAN MaTHIAS®, and MIRKO
CincHETTI! — !Department of Physics and Research Center OPTI-
MAS, University of Kaiserslautern, Erwin-Schrodinger-Str 46, 67663
Kaiserslautern, Germany — 2Graduate School of Excellence Materials
Science in Mainz, Erwin Schroedinger Strafse 46, 67663 Kaiserslautern,
Germany — S3I. Physikalisches Institut, Georg-August-Universitit
Gottingen, Friedrich-Hund-Platz 1, 37077 Gottingen, Germany

We present a rational design approach to customize the spin texture
of surface states of a topological insulator (TI). This approach relies
on the extreme multifunctionality of organic molecules that are used
to functionalize the surface of the prototypical TI Bi2Se3. For the
rational design we use theoretical calculations to guide the choice and
chemical synthesis of appropriate molecules that customize the spin
texture of Bi2Se3. The theoretical predictions are then verified in
angular-resolved photoemission experiments. We show that the sur-
face can be passivated while the Dirac cone can be shifted at will by
tuning the strength of the molecule-TI interaction and Rashba-split
quantum-well interface states can be created. These tailored interface
properties - passivation, spin-texture tuning and creation of hybrid in-
terface states - open a wide field of opportunities for interface assisted
molecular spintronics in spin-textured materials.

0 29.6 Tue 12:00 SO051
Modulating the spin polarization of photoelectrons from a
topological insulator — eJ1 HooN Ryoo and CHEoL-HwAN PARK
— Department of Physics, Seoul National University 1 Gwanak-ro,
Gwanak-gu, Seoul 08826, Korea

It has been predicted that the spin polarization of photoelectrons emit-
ted from a topological insulator is highly tunable so that almost 100 %
polarization along any arbitrary direction can be achieved by tuning
the polarization of light [1]. There have been a number of experimen-
tal confirmations of this photo-induced spin modulation phenomenon
[2-6]. Although this photo-induced spin modulation in topological in-
sulators suggests a new kind of spin-polarized electron sources [2], there
have been some experimental results that cannot be explained by pre-
vious theoretical descriptions [1]. In this presentation, we theoretically
investigate photoemission process from topological insulators and in-
terpret the recent experimental observations.

[1] C.-H. Park, S. G. Louie, Phys. Rev. Lett. 109, 097601 (2012).

[2] C. Jozwiak et al., Nat. Phys. 9, 293 (2013).

[3] Z.-H. Zhu et al., Phys. Rev. Lett. 112, 076802 (2014).

[4] Z. Xie et al., Nat. Commun. 5, 3382 (2014).

[5] Y. Cao et al., arXiv:1211.5998v1

[6] J. Sanchez-Barriga et al., Phys. Rev. X 4, 011046 (2014).

0 29.7 Tue 12:15 S051
Dirac Cone Protected by Non-Symmorphic Symmetry and
highly dispersive 3D Dirac crossings in ZrSiS — eLEsSLIE
Scuoopr!, Mazuar AL1?, CAROLA STRASSER', VioLa DuppEL!, STU-
ART PaRkIN?, BeTrTiNA LoTscu!, and CurisTiAN AsT! — Max
Planck Insititut fiir Festkorperforschung, Stuttgart — 2Max Planck
Institut fiir Mikrostrukturphysik, Halle

Materials harboring exotic quasiparticles, such as Dirac and Weyl
fermions have garnered much attention from the physics and material
science communities. Here, we show with angle resolved photoemis-
sion studies supported by ab initio calculations that the highly stable,
non-toxic and earth-abundant material, ZrSiS, has an electronic band
structure that hosts several Dirac cones which form a Fermi surface
with a diamond-shaped line of Dirac nodes. We also experimentally
show, for the first time, that the square Si lattice in ZrSiS is an excel-
lent template for realizing the new types of 2D Dirac cones protected
by non-symmophic symmetry and image an unforseen surface state
that arises close to the 2D Dirac cone. Finally, we find that the energy
range of the linearly dispersed bands is as high as 2 eV above and below
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the Fermi level; much larger than of any known Dirac material so far.
We will discuss why these characteristics make ZrSiS very promising
for future applications.

0 29.8 Tue 12:30 S051
2D Dirac cones protected by non-symmorphic symmetry in
ZrSiS and ZrSiTe — eANDREAS Topp!, LESLIE M. ScHoop!, CAR-
oLA STrasseR!, BETTINA V. Lorscu!'?3, and CurisTIaAN R. Ast!
— 1Max Planck Institute for Solid State Research, D-70569 Stuttgart
— 2Department of Chemistry, Ludwig-Maximilians-Universitit, D-
81377 Miinchen — 3Nanosystems Initiative Munich (NIM) & Center
for Nanoscience, D-81377 Miinchen

Three-dimensional Dirac semimetals which accommodate massless
Dirac and Weyl fermions, have recently become of considerable inter-
est because of their exotic physical properties, e.g. an extremly high
mobility and magnetoresistance. A new compound, ZrSiS, hosting a
square lattice of Si atoms, has been shown to host 3D Dirac cones at
the Fermi level with a very large energy range of linear dispersion [1].
Additionally, a new type of Dirac cone protected by non-symmorphic
symmetry has been found to exist below the Fermi level which was
predicted theoretically to exist in a square lattice [2]. Here, we show
by ab initio calculations, that in the compound ZrSiTe this cone is
moved to the Fermi level. We present the crystal growth results and
show preliminary ARPES data concerning the electronic structure of
these two compounds.

[1] L. M. Schoop et al., arXiv preprint arXiv:1509.00861 (2015).

[2] S. M. Young, and C. L. Kane, Phys. Rev. Lett. 115, 126803
(2015).

0299 Tue 12:45 S051
Resonant photoemission of the spin-polarized electronic
structure in strongly spin-orbit coupled systems
eHENRIETTE MAAss, HENDRIK BENTMANN, CHRISTOPH SEIBEL, THI-
Aco R. F. Pemxoro, and FrieDRICH REINERT — Experimentelle
Physik VII, Universitdt Wiirzburg, D-97074 Wiirzburg

Strong spin-orbit coupling leads to a lifting of the spin degeneracy in
the electronic structure and the emergence of novel topological phases
in non-centrosymmetric environments, such as interfaces or surfaces.
Using resonant angle-resolved photoemission experiments (ARPES) we
have investigated the spin-polarized electronic structure in the surface
alloy BiAgo/Ag(111) and the topological insulator BisTes.

Our data reveals pronounced momentum dependent modulations
of the photoemission intensity in the 6p derived surface states of
BiAga/Ag(111), when the photon energy is tuned across the Bi 5d
core level excitation. In particular a complete suppression of spec-
tral weight of spin-up and spin-down valence bands occurs for energies
shortly below the Bi 5d5 /5 and the 5d3 /o core levels, respectively. At
the same time a considerable modification of the photoelectron spin-
polarization can be observed. We compare these results to the case
of the topological insulator BizTes, where similar variations in the
photoemission intensity occur.

[1] H. Bentmann et al., arXiv 1507.04664

029.10 Tue 13:00 S051

Electronic structure and topology of the natural superlat-

tice phase Bi;Te; = (Biz);(BizTe3)2 — eMarkus Escupacu?,

MARTIN Lantus!, Ewa Mrynczak!, Jens KEeLLNER2, CHENG-
waNG Niul, PETER ScCHUFFELGEN', MarHias GEHLMANN!, Pixka
Gospoparic!, Sven Dorine!, MarTina LuyvsBerc!, GREGOR

MussLER!, GusTav BinLMAYER!, MARKUS MORGENSTERNZ, DETLEV
GroTzMacHER!, Lukasz Prucinski', and CLaus M. ScHNEIDER!
— Forschungszentrum Jiilich GmbH, Peter Griinberg Institut, 52425
Jiilich, Germany — 2II. Physikalisches Institut B, RWTH Aachen Uni-
versity, 52074 Aachen, Germany

We report on experimental and theoretical investigations of thin films
of BijTe; grown on Si(111), being part of the natural supperlattice
phase series [Biz].[Bi2Te3], with « = 1 and y = 2. Contrary to the
closely related, prototypical 3D strong topological insulator BigsTes,
its electronic strutcture as well as topological properties have not been
adressed so far. In this study, we present detailed characterization
of the bulk crystal structure by X-ray diffraction and transmission
electron microscopy and the surface chemistry by X-ray photoelectron
spectroscopy. The rich surface electronic structure, investigated by
spin- and angle-resolved photoemission spectroscopy, reveals surface
states that can be easily confused with Dirac cone-like topological sur-
face states. However, we will show by experiment and comprehensive
ab inito density functional theory calculations that Bi;Te; is a weak
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topological insulator.

0O 29.11 Tue 13:15 S051
Probing the electronic structure of the magnetic topo-
logical insulator (BiSbV);Tes with soft X-ray photoelec-
tron spectroscopy — eTHiaco RiBeiro Fonseca Prixorol3,
MoHAMMED AL-BambuHant?3, HENRIETTE Maassh3, CHRISTOPH
SeiBELY:3, HENDRIK BENTMANND3 STEFFEN ScHREYECK?3, MAR-
TIN WINNERLEIN?3, STEFAN GRAUER?3, CHARLES GouLp?3, KARL
BrunNER?3, LAURENS MoLENKAMP?3, and FRIEDRICH REINERT!:3
— 1EP VII, Fakultit f. Physik u. Astronomie, Uni-Wiirzburg — 2EP
III, Fakultit f. Physik u. Astronomie, Uni-Wiirzburg — 3Réntgen
Center for Complex Materials (RCCM), Uni-Wiirzburg

By means of X-ray photoemission (XPS) and absorption (XAS) spec-

O 30: 1D Metal Wires

Time: Tuesday 10:30-13:15

0 30.1 Tue 10:30 S052

One dimensional plasmons in Si(hhk)-Au — eTivo
LicHTENSTEIN!, MARvVIN DEeTERT!, JuLiaAN AuLBacH?, JORG
ScHAFER2, CHRIsTOPH TEGENKAMP!, and HERBERT PFNUR! —

Hnstitut fiir Festkorperphysik, Leibniz Universitit Hannover —
2Physikalisches Institut and RCCM, Universitat Wiirzburg

For future plasmonic devices the understanding of low dimensional
collective excitations is indispensable. For quasi one dimensional (1d)
structures Au induced wires on regularly stepped Si(hhk) offer the
perfect playground. Therefore, Si(553) and Si(775) were prepared at
coverages where both surfaces host a double atomic gold chain per ter-
race. The wire quality was checked with spot profile analysis in low
energy electron diffraction (SPA-LEED). A combination of an electron
energy loss spectrometer and SPA-LEED providing both high energy
and momentum resolution gave access to the plasmon dispersion.

Although 1d metallicity is observed, the plasmon dispersion strongly
depends on a two-dimensional crossover: on the lateral distribution of
the 1d electron density of states (DOS) within one terrace (intrawire
correlation), as well as on the spacing of the wires (interwire correla-
tion). This can quantitatively be described by a modified plasmon
model for a wire array. We obtained effective widths of 7.5A for
Si(553)-Au and 10.2 A for Si(775)-Au, which are considerably smaller
than the terrace widths. A modulated DOS of comparable width can
also be seen by tunneling spectroscopy. These effective widths seem to
be influenced both by the structural motif, i.e. single or double chain,
as well as by the terrace size.

O 30.2 Tue 10:45 S052
Impurity-mediated early charge density wave condensation
in the oxygen-adsorbed In/Si(111)-(4x1)/(8x2) nanowire ar-
ray — STEFAN WIPPERMANN!, ANDREAS LUcke?, WoLrF GERO
ScamipT?, DEOK MAHN On?, and HAN Woonc Yeom® — Max-
Planck-Institut fiir Eisenforschung, Diisseldorf — 2Universitit Pader-
born, Germany — 3Pohang University, South Korea

The self-assembled In/Si(111)-(4x1) nanowire array is an extremely
popular model system for one-dimensional electronic systems and fea-
tures a reversible temperature-induced phase transition into a charge
density wave (CDW) ordered ground state. While impurities have been
widely known to affect this phase transition, the atomistic mechanisms
have rarely been elucidated. Here we present a joint experimental and
first principles study, demonstrating oxygen impurity atoms to con-
dense the In/Si(111) nanowire array locally into its CDW ground state,
even above the transition temperature. Interestingly, CDW ordering is
induced only by a concerted effect of multiple impurities. The mecha-
nism is explained as a subtle interplay between coherent superposition
of local impurity-induced lattice strain, a strong coupling between elec-
tronic and lattice degrees of freedom, and phononic effects on the free
energy. Funding from DFG FOR1700 is gratefully acknowledged.

Invited Talk O 30.3 Tue 11:00 S052
Taking Nanoscience to the Edge — The Different Appearances
of One-Dimensional Physics — eJO6rc ScHAFER — Physikalisches
Institut and Rontgen Center for Complex Material Systems (RCCM),
Universitat Wiirzburg, 97074 Wiirzburg, Germany

The technologies to fabricate nanostructures on surfaces with atomic
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troscopy we investigated the electronic structure of (BiSbV)2Tes thin
films, a three-dimensional magnetic topological insulator, recently re-
ported as an anomalous quantum Hall system [1]. The films were epi-
taxially grown on a Si(111) crystal and covered by a Se cap to avoid
contamination during exposition to air. After thermally desorbing the
Se cap, the core-level lines of the constituent elements and the V L3 3
absorption edges were measured for different V concentrations (0, 2
and 4 at.%). Our data evidence the incorporation of Se atoms in the
film. By means of resonant photoemission we identify the signature of
the V 3d states at the Fermi level, which may contribute to the exotic
transport properties of the system. We discuss the chemical environ-
ment of the V atoms and show that our techniques are well suited for
the study of the electronic properties of this novel class of materials.
[1] C.-Z. Chang et al., Nat. Mat. Lett. 14, 473 (2015).

on Semiconductors |

Location: S052

precision have become very elaborate, making it possible to play with
low-dimensional physical phenomena: among these, approaches to the
one-dimensional (1D) world offer a particularly rich arena. What can
we expect here? With the lack of effective screening, and in the pres-
ence of quasi-1D electron states that promote particular scattering vec-
tors, these systems become susceptible to symmetry-breaking ground
states. Idealized examples include, e.g., Peierls instabilities or mag-
netic ordering — while in real-word systems these phenomena may be
far more complex.

The study of such quasi-1D systems on semiconductor surfaces, i.e.,
atomic wires, has made tremendous progress in the last years. In my
talk I will review some of the most interesting realizations. Specifi-
cally, I will address the scenarios encountered for multi-band metallic
chains with strong spin-orbit coupling, and their tunability. Moreover,
as a recent development, we will turn to the step edges of terraced
substrates with honeycomb chains, that show strong indications for
spin polarization and long-range magnetic ordering. Such setup has
intriguing connections to honeycomb topological insulators, predicted
to have 1D edge states. The talk will look at this developing field from
an overview perspective.

0O 30.4 Tue 11:30 S052
Surface vibrational Raman modes of In/Si(111)-(4x1) and
(8x2) nanowires oSTEFAN WIPPERMANN', WoLF GERO
ScumipT?, EUGEN SPEISER®, and NORBERT Esser® — ! Max-Planck-
Institut fiir Eisenforschung, Diisseldorf — 2Universitét Paderborn,
Germany — 3ISAS Berlin, Germany

The ordered array of atomic-scale In nanowires that self-assembles on
the Si(111) surface is a prototypical model system for one-dimensional
(1D) electronic systems. It exhibits a Peierls-like instability, induc-
ing a reversible phase transition from the metallic (4x1) phase into
the insulating (8x2) ground state at T = 120 K. The detailed nature
and mechanism of this metal-insulator (MI) transition is still discussed
controversially. We performed a joint first principles and surface vi-
brational Raman spectroscopy study of the In/Si(111)-(4x1)/(8x2) sur-
faces’ vibrational properties. The measured phonons are assigned to
characteristic modes of the quasi-1D In nanowires, employing density
functional theory calculations and symmetry considerations. Both the
(4x1) and (8x2) phases exhibit a distinct set of phonon modes. The ob-
served strong modifications in the Raman spectra of the (8x2) phase
are consistent with a symmetric quadrupling of the surface elemen-
tary cell and confirm characteristic structural changes at the surface.
Funding from DFG FOR1700 is gratefully acknowledged.

0 30.5 Tue 11:45 S052
Spin correlations in the Si(553)-Au nanowire system — eB.
Harke!, T. Fricge!, B. KrRenzer!, J. AuLBacu?, R. CLAESSENZ, J.
ScHAEFFERZ, and M. HorN-voN HoEGEN! — !Universitit Duisburg-
Essen, Lotharstr. 1, 47057 Duisburg — 2Universitit Wiirzburg,
Physikalisches Institut and Rontgen Center for Complex Materials Sys-
tems (RCCM), 97074 Wiirzburg

To study the microscopic mechanism of formation, stabilization, and
interaction in low dimensional systems we used Si(553) as vicinal sur-
face to enforce the nucleation of Au into one dimensional wires. Depo-
sition of 0.5 ML Au results in the formation of one pair of 1D Au atomic
chains per Si terrace exhibiting a twofold periodicity. These metallic
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wires are structurally terminated by Si step edge atoms, which show a
threefold periodicity of the Si atoms along the rows. Theory predicts
an antiferromagnetic spin ordering of every third Si step edge atom [1].
The long-range interaction of the twofold and threefold periodicity is
investigated by spot-profile analysis in SPA-LEED at a sample tem-
perature of 80 K. The strict twofold periodicity of the Au atoms is not
correlated between adjacent wires. In contrast the threefold ordering
of the Si spins exhibit a clear short range order perpendicular to the
Au wires. Both results support the structure model where the interrow
correlation is mediated by the spin-spin interaction of adjacent Si step
edge atoms.
[1] S. C. Erwin and F. J. Himpsel, Nature Commun. 1, 58 (2010).

0 30.6 Tue 12:00 S052
Interwire coupling of In(4 X 1) reconstruction probed by

transport measurements — eILio Miccori!, FREDERIK EDLER!,

STEPHANIE DEMUTH!, HERBERT PFNUR!, STEPHAN WIPPERMANNZ,
ANDREAS LUcke3, WorLr G. ScuMipT®, and CHRISTOPH
TecENkKaMP! — !nstitut fiir Festkorperphysik, Leibniz Universitét
Hannover, 30167 Hannover, Germany — 2Grenzflichenchemie und
Oberflachenphysik, Max-Planck-Institut fiir Eisenforschung GmbH,
40237 Diisseldorf, Germany — 3Lehrstuhl fiir Theoretische Physik,

Universitat Paderborn, 33098 Paderborn, Germany

The In(4 x 1)/Si(111) reconstruction is used as a prototype for the
understanding of 1D systems of atomic chains. It shows strong
anisotropic transport properties and a temperature driven metal-
insulator transition. Although being intensively studied for more than
one decade the effect of defects induced by adsorption (e.g. Oz, Hz) are
still under current debate. A better understanding of the influence of
defects and a correlation with transport measurements can be achieved
by a spatial constriction of the electron path. This restriction was re-
alized by optical ex-situ lithography with reactive ion etching. We
report a systematic investigation of the confinement effects using a 4-
tip STM/SEM system. Moreover, Oz adsorption dependent transport
studies show not only a reduction of conductivity along the direction
of atomic chains but also a decrease in the perpendicular. This was
not reported before and reveals an effective interwire coupling between
the chains, which is in agreement with recent DFT calculations.

0 30.7 Tue 12:15 S052
Phase transition of In-Si(111) (4x1)- (8x2) nanowires in a
new light — eEuGEN SpEISER!, STEFAN WIPPERMANNZ, SIMONE
SanNa3, WoLr Gero ScHMIDT3, SANDHYA CHANDOLA', and Nor-
BERT Esser! — !ISAS e.V., Schwarzschildstrae 8, 12489 Berlin,
Germany — 2Max-Planck-Institut fiir Eisenforschung GmbH, Max-
Planck-Strafe 1, 40237 Diisseldorf, Germany — 3Lehrstuhl fiir Theo-

retische Physik, Universitat Paderborn, 33095 Paderborn, Germany

Although recognized as a model case for atomic metallic nanowires,
the (4x1)-(8x2) phase transition continues to hide behind the complex-
ity of the structure and electronical properties. In cooperation with
continuously developing theoretical methods a variety of conventional
and newly developed experimental surface investigation methods are
actively applied to elucidate the underlying mechanism of the phase
transition. Our approach to this problem is the joint work of calcula-
tions and measurements of the low energy surface vibrations localized
in the top layer. Successful assignment of calculated vibrational pat-
terns and frequencies to measurements of both the insulating (8x2)
and metallic (4x1) phases, is a necessary requirement to understand
the dynamics of each phase. Based on this knowledge an interpreta-
tion of temperature dependency of phonon frequencies near the phase
transition will be given in terms of participation of the electron phonon
coupling to the phase transition mechanism. Coupling parameters be-
tween phonons and electrons can be estimated from an empirical model
based on Landau-Ginsberg theory, as already verified in 1D like bulk
materials, eg. blue bronze.

0 30.8 Tue 12:30 S052
Dynamic Ginzburg-Landau theory for the Peierls transition
in In/Si(111) — eYasemIN ErcUN and ErRic JECKELMANN — Leib-
niz Universitdt Hannover, Germany

We investigate thermal fluctuations and collective excitations in quasi-
one-dimensional charge-density-wave systems using the Ginzburg-
Landau (GL) theory. Starting from a microscopic Su-Schrieffer-
Heeger-like model for In/Si(111), we generalized the GL theory for
grand canonical Peierls transitions. The equilibrium properties and the
non-equilibrium dynamics are simulated using the Langevin approach.
We discuss our theoretical results in relation to doping and spec-
troscopy experiments for In/Si(111). Support from the DFG through
the Research Unit FOR 1700 is gratefully acknowledged.

0 30.9 Tue 12:45 S052
Beyond thermal equilibrium: ultrafast non-thermal melting
of a surface CDW in the In/Si(111) atomic-wire system —
oTim FricGE, BERND HAFKE, ToBias WITTE, Boris KRENZER, and
MicHAEL HorN-voN HoEGEN — Department of Physics, University
of Duisburg-Essen, Lotharstr. 1, 47057 Duisburg, Germany

The wire-type arrangement of Indium atoms on a Silicon(111) sur-
face serves as a famous prototype for the formation of a quasi
one-dimensional charge density wave groundstate. We used time-
resolved electron diffraction in surface-sensitive geometry to investi-
gate the transient non-equilibrium dynamics of the impulsively driven
(8x2)—(4x1) phase transition. Optical excitation of the (8x2) ground-
state with fs-laser pulses revealed the existence of a metastable, super-
cooled (4x1) excited state at 30 K. This phase survives for hundreds
of picoseconds because the recovery of the (8x2) phase is hindered
due to an energy barrier of 40 meV. At fluences of 3-7 mJ/cm? the
CDW groundstate is lifted and the structure changes within 350 fs.
This photoinduced transition can not be explained by a simple ther-
mal excitation scenario because laser induced heating takes place on
timescales 6 times longer. Instead, we explain the observed dynam-
ics through an accelerated displacive excitation scenario upon changes
of the potential energy landscape. This also explains the observation
of an increase of the excitation time constant towards lower fluences
below 3 mJ/cm?.

0O 30.10 Tue 13:00 S052
Atomistic Mechanism and Dynamics of the Optically Induced
In/Si (111) (8x2)-(4x1) Phase Transition — e ANDREAS LUCKE!,
SiMONE SANNA!, UWE GERSTMANN!, STEFAN WIPPERMANNZ, and
WoLF GERO ScHMIDT! — !Lehrstuhl fiir Theoretische Physik, Uni-
versitiat Paderborn, 33095 Paderborn, Germany — 2Interface Chem-
istry and Surface Engineering Department Max-Planck-Institute for
Iron Research GmbH, 40237 Diisseldorf, Germany

The In-Si(111)(8x2)/(4x1) nanowire array features a Peierls
instability-driven phase transition, the mechanism of which has been
controversial since its discovery, cf. Ref. [1-3]. Experimentally it has
been shown that the insulating (8x2) phase undergoes a phase transi-
tion towards the metallic (4x1) phase upon optical excitation far below
the critical temperature [4]. Here we rationalize this finding by means
of ab-initio total-energy and electronic-structure calculations and pro-
vide atomistic insight into the driving force and the dynamics of the
optically driven phase transition by performing molecular dynamics
simulations on excited-state potential energy surfaces. In particular we
relate the phase transition to the population/depopulation of specific
surface bonds that excite soft phonon modes. Our results rationalize
recent findings from ultra-fast time-resolved electron diffraction.

1. H. W. Yeom, et al. Phys. Rev. Lett. 82, 4898 (1999).

2. J. R. Ahn, et al. Phys. Rev. Lett. 93, 106401 (2004).

3. S. Wippermann, et al., Phys. Rev. Lett. 105, 126102 (2010).

4. S. Wall et al., Phys. Rev. Lett. 109, 186101 (2012).

O 31: Heterogeneous Catalysis: Theory

Time: Tuesday 10:30-13:00

O 31.1 Tue 10:30 S053
Analyzing the case for bifunctional -catalysis eMIE
ANDERSEN!, ANDREW J. MEDFoORD?:3, JENs K. Ngrskov?3, and
KARSTEN REUTER! — !Theoretical Chemistry, Technische Univer-
sitit Miinchen, Germany — 2SUNCAT Center for Interface Science
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and Catalysis, SLAC National Accelerator Laboratory, CA, USA —
3Department of Chemical Engineering, Stanford University, CA, USA

Computational screening based on scaling relations has proven highly
successful in rationalizing, why efficient catalysts are often found
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within only a narrow range of binding energies that allow the dis-
sociation of reactants without hindering the formation of products [1].
It has been suggested that these severe limitations in material space
could be overcome by bifunctional catalysts, which couple two active
sites, each catalyzing a particular reaction step. Using global opti-
mization techniques and microkinetic modeling in the mean-field (MF)
approximation, we explore the theoretical limits for such a bifunctional
gain for a wide range of model reactions. This analysis suggests that
bifunctional catalysts made from two active sites of similar type, i.e.
controlled by similar scaling relations, will in general not reach higher
activities than single-site catalysts. We correspondingly aim to quan-
tify how "different" the two active sites must be in order for the idea
of bifunctionality to work.
[1] J. K. Ngrskov et al., Nature Chem. 1, 37 (2009)

O 31.2 Tue 10:45 S053
NO-induced inhibition of oxide formation on Pd cata-
lysts: A first-principles kinetic Monte Carlo study — eJuan
MANUEL Lorenzi!, SEBASTIAN MaTERAZ, and KARSTEN REUTER!
— 1Technische Universitat Miinchen, Germany — 2Freie Universitit
Berlin, Germany

In the context of NO, Storage Reduction (NSR) catalysts, in which ox-
idation of NO into NOg is a critical intermediate step, interest shifts to
understanding the oxidation properties of typically employed Pt-group
catalysts under the simultaneous exposure to CO, NO and Ogz. We as-
sess this for a model Pd(100) catalyst by means of a comprehensive
first-principles kinetic Monte Carlo study, which is based on an exten-
sive set of density-functional theory derived rate constants and which
explicitly resolves lateral interactions among all surface species. Mul-
tiple studies on Pd(100) in a pure CO + Oz atmosphere had indicated
a strong propensity to surface oxide formation under technologically
relevant gas-phase conditions (e.g. [1]). In contrast to this we find
that already small amounts of NO in the feed lead to a substantial
reduction of the O coverage even in oxygen-rich environments. While
NO thus efficiently inhibits oxide formation, the total activity of the
resulting metal surface towards NO (and CO) oxidation is still com-
parable to the one predicted previously for the oxidized surface [2]. [1]
S. Blomberg et al., Phys. Rev. Lett. 110, 117601, (2013). [2] J. Jelic,
K. Reuter, and R. Meyer, Chem. Cat. Chem. 2, 658 (2010).

O 31.3 Tue 11:00 S053
First-principles computational screening of dopants to im-
prove the Deacon process over RuO3(110) — eZHEN YAo0, FAR-
NAZ SoTooDEH, and KARSTEN REUTER — TU Miinchen, Germany

Cls is widely used in many chemical industries which produce HCI as
byproduct. Recycling HCI back to high purity Cls is therefore manda-
tory for a sustainable operation. RuO2 shows unique activity for the
corresponding route along the Deacon process, i.e. the catalytic oxi-
dation of HCI to chlorine and water.

One possibility to further improve this performance is a doping of
the oxide matrix. With the aim of guiding experimental activities
through chemical compound space, we perform a density-functional
theory based computational screening study over a wide range of tran-
sition metal dopants. Previous work suggested the chlorine desorption
from the surface as a rate-controlling step [1,2]. We correspondingly
employ the Cl adsorption energy and dopant segregation energy as de-
scriptors to assess activity and stability. Among the metals screened,
Cu, Ag, and Zn emerge as most promising dopants.

[1] S. Zweidinger et al., J. Phys. Chem. C. 112, 9966 (2008).
[2] A. P. Seitsonen et al., J. Phys. Chem. C. 114, 22624 (2010).

O 314 Tue 11:15 S053
Embedding of Vanadium Atoms into the Anatase TiO2(101)
Surface — Stic KousT!, Loar ARNARsON!'2, PauL GEORG MosES2,
Icor BeiNik!, ZuesHeN Li', JEPPE VANG LAURITSEN!, and eSTEFAN
WeNDT! — lInterdisciplinary Nanoscience Center (iNANO) and De-
partment of Physics and Astronomy, Aarhus University, DK-8000
Aarhus C, Denmark — 2Haldor Topsge Research Labs, DK-2800 Lyn-

gby, Denmark

Selective catalytic reduction (SCR) catalysis is widely used to reduce
NOx into N2 and H20 in flue and exhaust gasses, often using ammo-
nia (NH3) as H source. SCR reactions are best catalyzed by anatase
TiO2-supported submonolayer VOx-catalysts that are promoted with
W and/or Mo. Here we present atomically resolved STM images of
sub-monolayer V on anatase TiO2(101). Following V deposition at
100 K, the surface was covered with small isolated V clusters that
were distributed homogeneously on the terraces. Our STM studies re-
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vealed an embedding of V into the near-surface region upon warming
the sample to room temperature. A significant decrease in the density
of V clusters was observed and new features in the STM images ap-
peared, which we assign to monomeric V at regular Ti surface sites.
Thus, surface Ti atoms are substituted by V atoms. Additional XPS
characterization revealed the oxidation state of V being 2+ directly
after deposition at 100 K, indicating a preferred binding between V
clusters and surface O atoms. Characteristic changes were observed
in the V 2p region after warming the sample to room temperature,
corroborating our STM data.

O 31.5 Tue 11:30 S053
Hydrogen coadsorption effects on C-C bond formation on
Ru(0001) at realistic temperatures and pressures: An ab
initio study — eXuNHUA ZHAO, SERGEY V. LEVCHENKO, and
MATTHIAS SCHEFFLER — Fritz-Haber-Institut der MPG, Berlin

Hydrogen coadsorption is a crucial component of heterogeneous catal-
ysis of hydrocarbons. Our recent study [1] demonstrated the critical
role of hydrogen coadsorption in the stabilization of CHgy species on
the Ru(0001) surface. In the present work, we report a DFT-PBE
study of hydrogen coadsorption effects on C-C bond formation reac-
tions at realistic conditions up to typical temperature and hydrogen
pressure of Fischer-Tropsch synthesis (FTS) [2]. Ab initio atomistic
thermodynamics is employed to assess the relative thermo-stability of
CH; species, and the string method is used to evaluate the minimum-
energy paths for C-C bond formation. CH;+CH, and CH,+C2H.
(z,y =1,2,3 and z = 3 — 6) coupling reactions at the monolayer cov-
erage for coadsorbed hydrogen plus reactants are studied to identify
possible chain-growth paths in FTS. For comparison, coupling reac-
tions without hydrogen coadsorption are also calculated. It is found
that in general hydrogen coadsorption shifts the relative stability to
more hydrogen-saturated species (larger z in CH, for instance). Hy-
drogen coadsorption is found to have a profound influence on the C-C
coupling reaction barriers: While it generally reduces all the barriers,
some reaction paths become more favoured in the presence of the coad-
sorbed hydrogen. — [1] H. Kirsch, X. Zhao et. al., J. Catal. 320, 89
(2014); [2] R. A. Van Santen et. al., Adv. Catal. 54, 127 (2011)

O 31.6 Tue 11:45 S053
CH; stabilization and dissociation at steps on Ru(0001) in
UHV — eHarALD KirscH, XUNHUA ZHAO, SERGEY LEVCHENKO,
and R. KrRaMER CAMPEN — Fritz-Haber-Institut Berlin, Faradayweg
4-6, 14195 Berlin

In this study we investigated the dissociation of defect(step) bonded
CHzg, produced by methane dissociation on Ru(0001) under UHV con-
ditions. Dissociated sticking of CHy4 was performed by using a su-
personic molecular beam source. By using vibrational sum frequency
generation(SFG) spectroscopy, we found the characteristic CH-stretch
vibration of step adsorbed CHy at 2925cm™!. The observed species
saturated at coverages of about 3-5% of a monolayer of carbon. An
Arrhenius analysis of the temperature dependent stability gave an acti-
vation energy for the depletion of our signal of 45 kJ/mol. This value
is 3 times higher than the calculated dissociation barrier of isolated
CH3 at terrace sites. DFT calculations, performed on this system ra-
tionalize this observation by a two step process. First by the diffusion
and subsequent dissociation of CHz to CH + H, when moving from
a step to a nearby terrace site(barrier &~ 14 kJ/mol). This CH stabi-
lizes remained CHg at steps, produced by ongoing dosing of methane,
by increasing the combined diffusion and dissociation barrier to ~ 37
kJ/mol. These results may contribute to a better understanding of the
active species in the Fischer-Tropsch Synthesis.

O 31.7 Tue 12:00 S053
Decomposition of formic acid on Pd-Au surfaces — eHOLGER
EucHNER, JAN KucEra, and AXEL GRoss — Institute of Theoretical
Chemistry, Ulm University, D-89069 Ulm/Germany

Pd-based catalysts have shown promising activity towards heteroge-
neous [1] and electrochemical [2] dehydrogenation of formic acid (FA),
envisioned to be integrated into future Ho energy technologies. How-
ever, the performance of current catalysts so far has not met the tech-
nological demands and, unfortunately, rational strategies towards bet-
ter catalysts are not easy to establish. This is, despite the apparent
simplicity of the overall reaction, mainly due to complexity of FA de-
composition.

To provide insight into underlying mechanisms and potential for
improvement, we have conducted a computational study of the de-
composition of FA on Pd-based surfaces. Using dispersion corrected
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periodic density functional theory (DFT-D3), the effect of replacing
sub-surface Pd by Au is investigated. The impact of changing elec-
tronic structure on the decomposition pathway of FA, caused by the
vertical ligand effect, is studied and discussed with respect to desired
dehydration and undesired dehydrogenation reaction. In a further
step, to approach a more realistic modeling, the effect of hydrogen
as a co-adsorbent, being at the same time a reaction intermediate, is
studied.

[1] Grasemann et al., Energy Environ. Sci. 5, 8171 (2012).
[2] Jiang et al., Phys. Chem. Chem. Phys. 16, 20360 (2014).

O 31.8 Tue 12:15 S053
Formic acid dehydrogenation over Au/CeOQO3 catalysts: Theo-
retical DFT study — eJaN KuceEra and AXEL Gross — Institute
of Theoretical Chemistry, Ulm University, D-89069 Ulm/Germany

Heterogeneous catalysts based on nano-sized Au supported on various
oxides (e.g., TiO2,CeO2, or SiO2) can selectively decompose formic
acid (FA) to provide pure hydrogen already at low temperatures - a
process of high technological relevance in the context of hydrogen tech-
nology as part of a sustainable energy concept. Despite of the activity
ascribed to Au, the decomposition mechanism depends strongly on
the nature of the oxide. Unfortunately, the mechanistic understand-
ing of the function of the support remains unclear, which hampers to
establish a route towards better catalysts.

Our computational study focuses on the elucidation of elementary
processes behind the FA decomposition over Au/CeOz. In particu-
lar, the reducible surface of CeOq facilitates the dynamical formation
of catalytically active subnanometer/atomic Au species detached from
Au-nanoparticles [1]. We have employed periodic DFT+U models to-
gether with a periodic embedded cluster method (PEECM) to inves-
tigate the dehydrogenation process of FA over single-Au species on
CeO2. We will discuss the influence of the charge transfer between Au
and the CeOz support on the catalytic mechanism in the presence of
various surface defects.

[1] N. Yi et al., ChemSusChem 6, 816 (2013) 816; Y-G. Wang et al.,
Nat. Commun. 6, 6511 (2015).

O 31.9 Tue 12:30 S053
(Meta)stability and Dynamics of Nanoclusters at Finite-
Temperature — eDiEco GUEDEs-SosRrINHO!, JuarREz L. F. Da
Sival, IaN Hamizron?, and Luca GHIRINGHELLI® — 1 University of
Sao Paulo, Sao Carlos, Brazil — 2Wilfrid Laurier University, Waterloo,
Ontario, Canada — 3Fritz Haber Institut der MPG, Berlin, Germany

Due to their catalytic properties, transition-metal nanoclusters have

been the focus of a large number of experimental and theoretical stud-
ies. However, an atomistic understanding of the temperature effects
on their structure are far from satisfactory. In this work, we investi-
gate the (meta)stability and dynamics of Au nanoclusters in a range
of sizes where a core-shell structure starts to be formed, namely in the
range from 25 to 40 atoms. We use ab initio molecular dynamics com-
bined with replica-exchange techniques, in order to obtain an unbiased
statistical sampling of the phase space. The energy and forces are de-
scribed via the PBE exchange-correlation functional, including many-
body dispersion interactions [1], as implemented in the all-electron,
full potential, numeric atom-centered orbital based FHI-aims package.
We find that at room and higher temperature, the gold clusters at the
chosen sizes exhibit a dynamical core-shell structure, with a (typically)
tetrahedral core loosely bound to the outer liquid-like shell. A suitable
structural descriptor, based on the radial distribution function referred
to the cluster’s center-of-mass, is introduced, in order to capture the
invariants along the dynamics of these structures. [1] A. Tkatchenko
et al., J. Chem. Phys., 138, 074106 (2013).

O 31.10 Tue 12:45 S053
Methanol synthesis over Cu/ZnO from molecular dynamics
— Luis MARTINEZ-SUAREZ, NIKLAS SIEMER, ¢JOHANNES FRENZEL,
and DoMINIK MARrRX — Lehrstuhl fiir Theoretische Chemie, Ruhr-
Universitdt Bochum, Bochum, Germany

In the industrial process of methanol synthesis from COg the pres-
ence of dynamical morphological changes is believed to explain the
superior performance of the Cu/ZnO catalyst material under reaction
conditions. Yet, a highly corrosive syngas atmosphere at elevated tem-
peratures and pressures substantially hampers in situ experimental ac-
cess to identify the underlying reaction mechanisms and active site(s).
Using our combined approach [1,2] of advanced ab initio molecular dy-
namics and thermodynamically optimized catalysts models [3,4] a huge
space of possibilities emerging from the structural and chemical config-
urations of both, adsorbates and continuously altering Cu/ZnO cata-
lyst material, is successfully explored by pure computational means.[5]
Extensive sampling of the underlying free energy landscape discloses
an overwhelmingly rich network of parallel, competing and reverse
reaction channels that interconnect a host of C; species. Cu/ZnO
interface sites and the near surface region over the catalyst surface
were identified as key to some pivotal reaction steps in the global reac-
tion network which, ultimately, embodies also important side reactions
and catalyst deactivation. Refs.: [1] Frenzel,J. etal., PSSB 250,
1174, [2] Frenzel, J., Marx, D, JCP 141, 124710 [3] Martinez-Suarez, L.
etal., PRL 110, 086108 [4] Martinez-Suarez, L. et al., PCCP 16, 26119
[5] Martinez-Suérez, L. etal., ACS Catal. 5, 4201

O 32: 2D Materials I: Structure and Electronic Properties

Time: Tuesday 10:30-13:00

0 32.1 Tue 10:30 H24
Structural and electronic properties of epitaxial multilayer
h-BN on Ni(111) — ALexANDER ToNKIKH!, ELENA VOLOSHINAZ?,
PeETER WERNER', HORsT BLUMTRITT!, BORIs SENKOVSKIY3, GER-
NoT GUNTHERODT!*4, STUART PARKIN', and ¢YURIYy DEDKOV?6 —
IMPI Halle (Saale), Germany — 2HU Belin, Germany — 3TU Dres-
den, Germany — *RWTH Aachen, Germany — °SPECS GmbH, Ger-
many — STHP Frankfurt (Oder), Germany

Hexagonal boron nitride (h-BN) is a promising material for implemen-
tation in spintronics due to a large band gap, low spin-orbit coupling,
and a small lattice mismatch to graphene and to close-packed surfaces
of fce-Ni(111) and hep-Co(0001). Epitaxial deposition of h-BN on fer-
romagnetic metals is aimed at small interface scattering of charge and
spin carriers. We report on the controlled growth of h-BN/Ni(111) by
means of molecular beam epitaxy (MBE). Structural and electronic
properties of this system are investigated using cross-section trans-
mission electron microscopy (TEM) and electron spectroscopies which
confirm good agreement with the properties of bulk A-BN. The latter
are also corroborated by density functional theory (DFT) calculations,
revealing that the first h-BN layer at the interface to Ni is metallic. Our
investigations demonstrate that MBE is a promising, versatile alterna-
tive to both the exfoliation approach and chemical vapour deposition
of h-BN.

0O 32.2 Tue 10:45 H24

55

Location: H24

Structural, thermodynamic and electronic properties of two-
dimensional SiC, SiGe, and GeC alloys — Ivan GuiLHON!,
FRIEDHELM BECHSTEDT?, eRoNALDO RODRIGUES PELAL'3, MARCELO
Marques!, and Lara Kunr TrrLes! — lInstituto Tecnolégico de
Aeronautica, Sdo José dos Campos, Brazil — 2Institut fiir Festkor-
pertheorie und -optik, Friedrich-Schiller-Universitat, Jena, Germany
— 3Humboldt-Universitit zu Berlin, Institut fiir Physik and IRIS
Adlershof, Berlin, Germany

We investigate structural, thermodynamic, electronic properties of 2D
binary alloys made from graphene, silicene and germanene by means of
density functional theory calculations and a statistical method that ac-
counts for disorder and compositional effects. The GGA-1/2 method
[1] is used in electronic properties calculations to approximately in-
clude quasiparticle corrections. Sij_,Gez is the only stable alloy at
usual growth temperatures. In Ge;_,C,, strong distortions of the
lattice lead to a pronounced tendency for phase separation. Sij_,Cg
presents an ordered structure with composition x = 0.5 stable up to
T =~ 1000 K. While Si1_,Ge; and Ge;_,C, are found to have van-
ishing band gaps, Si;—,C, has, around = 0.5, an appreciable band
gap, which decreases exponentially with the growth temperature from
~ 2.2 eV at 300 K to ~ 1.2 eV at 900 K [2].

[1]: Phys. Rev. B 78, 125116 (2008); [2]: Phys. Rev. B 92, 075435
(2015).

Acknowledgments: “Conselho Nacional de Desenvolvimento Cientifico
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e Tecnolégico” (CNPq), “Coordenagao de Aperfeigopamento de Pessoal
de Nivel Superior” (CAPES) and “Alexander von Humboldt Stiftung”.

O 32.3 Tue 11:00 H24
Unoccupied states in silicene nanoribbons on Ag(110) — eNiLs
FaBian KLEIMEIER, Luca BigNaArRDI, and HELMUT ZACHARIAS —
Physikalisches Institut, Universitat Miinster, Wilhelm-Klemm-Str. 10,
48149 Miinster, Germany

Unoccupied electronic states of silicene nanoribbons grown on Ag(110)
were measured by inverse photoemission (IPE) in ultra-high vacuum
conditions. The IPE setup consisted of a modified Erdmann-Zipf elec-
tron gun and an acetone filled Geiger-Miiller tube with a CaF2 window
acting as a bandpass filter. Three individual unoccupied states can be
distinguished at 0.3, 0.9 and 1.4eV above the Fermi level. To investi-
gate occupied states of the nanoribbons, two-photon photoemission at
a photon energy of hv = 3.15eV was employed. Occupied states asso-
ciated with the nanoribbons were only visible in spectra excited with
p-polarized light. Electron dynamics of the lowest unoccupied state of
the nanoribbons at £ — Er = 0.3eV were measured by time-resolved
three-photon photoemission at the same photon energy. The lifetime
of the state was determined to 7 = 20 fs.

O 32.4 Tue 11:15 H24
Absence of Dirac cones in monolayer silicene and multi-
layer Si films on Ag(111) — ePaorLo Moras!, Sanjovy K.
MasATHAL, PoLINA M. SHEVERDYAEVA!, VALERIO BELLINIY2, CLAU-
pia Struzzi®, Luca PEeTaccia3, Tevrik O. MENTES®, ANDREA
LocaTeLLi®, RoBeErTO Frammini?, KarsTeEN HorN®, and CARLO
CarBoNE! — !Istituto di Struttura della Materia - CNR, Trieste,
Ttaly — 2Istituto di Nanoscienze - CNR, Modena, Italy — 3Elettra
Sincrotrone Trieste, Trieste, Italy — “Istituto di Struttura della Ma-
teria - CNR, Roma, Italy — 5Fritz Haber Institute of the Max Planck

Society, Berlin, Germany

Monolayer silicene and multilayer silicon films on Ag(111) have been
subject of many investigations within the last few years. For both sys-
tems, photoemission data have been interpreted in terms of linearly
dispersing bands giving rise to the characteristic *Dirac cone* feature
in the valence band. Here we show, on the basis of angle-resolved pho-
toemission data and ab-initio calculations [1,2] that this assignment is
not correct. In monolayer silicene the *Dirac cone* feature is caused by
an Ag-derived interface state, while multilayer Si films exhibit a clear
diamond-like structure and bulk-like Si bands. These results question
the validity of the claim that graphene-like 2-D silicon and silicene
multilayers are in fact formed on Ag(111).

[1] P. Moras et al., J. Phys.: Condens. Matter 26, 185001 (2014).

[2] S. K. Mahatha et al., Phys. Rev. B 89, 201416(R) (2014).

0 32.5 Tue 11:30 H24
Low energy electron diffraction and angle resolved pho-
toemission studies of Sn/Au(111) reconstructed surfaces
— eMAHALINGAM MAaNIRAJ!, SEBASTIAN EmMERICH!, DoOMINIK
JUNGKENN!, SEBASTIAN JaKOBs!, BENJAMIN STADTMULLER!, MIRKO
CINCHETTI', STEFAN MarHias?, and MARTIN AESCHLIMANN®
— IDepartment of Physics and Research Center OPTIMAS,
Erwin-Schrédinger-Strafle 46, 67663 Kaiserslautern, Germany —
2]. Physikalisches Institut, Georg-August-Universitit Gottingen,

Friedrich-Hund-Platz 1, 37077 Gottingen, Germany

Recent experimental realization of Stanene, a two dimensional al-
lotrope of Sn in a graphene-like structure, has motivated intense re-
search on related Sn based ultrathin materials. We have investigated
the growth of Sn on Au(111). Using low energy electron diffraction
(LEED) and angle-resolved photoemission spectroscopy, we found five
surface reconstructions, each with a distinct band structure. Starting
from a coverage of 0.3 monolayers, Sn forms a (v/3 x v/3)R30° surface
alloy which transforms into a complex superstructure for higher Sn
coverages. An angle-resolved photoemission study shows inverted V-
shaped bands which are symmetrically centered at the Gamma-point.
Additionally, we observed states with parabolic dispersion showing a
Rashba-type spin splitting. A direct comparison between our experi-
mental results and band structure calculations will allow us to discuss
the formation of Stanene-like band dispersions for these Sn/Au recon-
structed surfaces.

0 32.6 Tue 11:45 H24

Molecular interactions to control characteristics of transition

metal dichalcogenide based atomically thin field effect de-

vices — eANTONY GEORGE!, SINA NAJMAEI?, ANDREAS WINTER!,

56

ZiaN Tanc!, Davip Kaiser!, Uwe HUBNER®, PULICKEL AJAYANZ,

and ANDREY TURCHANIN! — !Friedrich Schiller University Jena, In-
stitute of Physical Chemistry, 07743 Jena — 2Department of Materials
Science and Nano Engineering, Rice University, Houston — 3Leibniz
Institute of Photonic Technology, 07702 Jena

Atomically thin field effect transistors (FET) based on monolayer
transition metal dichalcogenides have been attracted an immense re-
search interest recently due to their application potential in ultrathin,
lightweight transparent device technology. Here we discuss the possi-
bility to tailor the characteristics of monolayer molybdenum disulphide
(MoS2) based FET devices using molecular interactions. We have used
self-assembled monolayers (SAMs) to control the surface chemistry of
the interface between the semiconducting channel and the gate oxide
[1]. Therewith such device parameters like mobility, threshold volt-
age, carrier density can be tuned. We further extend this concept to
the development of FETs, which can be tuned by optically switchable
molecules. To this end, we fabricated van der Waals heterostructures
using MoS2 and carbon nanomembrane (CNM) [2] functionalized with
optically switchable molecules. These devices can have different op-
erational modes depending on the type of molecular switching which
is triggered by external optical stimulation. [1] Nano Letters 14, 1354
(2014) [2] Prog. Surf. Sci. 87, 108 (2012)

0 32.7 Tue 12:00 H24
Spatial conductivity mapping of unprotected and capped
black phosphorus using microwave microscopy — PIETER J.
DE Visser!2, REBEkaH Crual3, Josmua O. IsLanp!, MaTVEY
FinkeLb4, ALLarp J. Karan!, eHoLGER THIERSCHMANN!, HERRE
S.J. VAN DER ZANT!, and TEUN M. Krapwisk!4 — 1Kavli Insitute of
Nanoscience, Faculty of Applied Sciences, Delft University of Technol-
ogy, The Netherlands — 2Department of Quantum Matter Physics,
University of Geneva, Switzerland — 3Department of Physics, Na-
tional University of Singapore, Singapore — 4Physics Department,
Moscow State Pedagogical University, Russia

Within the family of 2D materials thin flakes of black Phosphorus (bP)
play a special role due to their tuneable direct bandgap and high carrier
mobilities. Under ambient conditions, however, degradation changes
the electronic properties of bP dramatically within hours [1]. Hence,
applying protection measures is essential. We compare different pro-
tecting layers by measuring the local conductivity of bP flakes over
time with scanning microwave impedance microscopy (sMIM). This
novel AFM-based technique [2] probes the local sheet resistance with
high spatial resolution and even for buried layers. For a bare bP flake
we observe drastic changes in conductivity within 24 h. Coverage with
10 nm of HfOx delays degradation. The bP flake is stable for more
than a week. Boron Nitride flakes appear to be less effective as a pro-
tection. sMIM reveals that here degradation starts at the edges and
evolves over days, indicating a diffusive process. [1]| Island J O, et al.
2DMat 2, 011002 (2015). [2] K. Lai, et al. Rev Sci Inst 79, 063703
(2008).

O 32.8 Tue 12:15 H24
Coulomb interaction in transition metal dichalcogenides: ef-
fects on many-body instabilities — eGuUNNAR ScHONHOFF!:2,
Marte RosNerD2, STeEpHAN Haas3, and Tim OLivER WEHLING!:2
— lInstitut fiir Theoretische Physik, Universitit Bremen, Otto-Hahn-
Allee 1, 28359 Bremen, Germany — 2Bremen Center for Computa-
tional Materials Science, Universitat Bremen, Am Fallturm 1la, 28359
Bremen, Germany — 3Department of Physics and Astronomy, Uni-
versity of Southern California, Los Angeles, CA 90089-0484, USA

‘We develop a material realistic, microscopic model to describe the
Coulomb interaction in a TMDC monolayer, focussing on molybde-
num disulfide under electron doping. Starting from ab initio Coulomb
interaction for the undoped system, we calculate values for the screened
matrix elements in real space and see how the interaction becomes more
localized with doping. Additionally, we obtain the doping dependend
electron-phonon matrix elements and observe a Charge Density Wave
instability at high doping.

To quantify the influence of the Coulomb interaction on the super-
conducting phase, we calculate the Morel-Anderson coefficient p*. In
contrast to the frequent use of p* as a fit parameter or a constant, this
leads to a decrease of p* with electron doping from 0.25 to 0.1. The
influence of the Coulomb interaction turns out to be most important
at the boundary between the metallic and the superconducting phase
where it delays the phase transition. We argue that the character of
the superconducting phase in MoS2 is phononic.
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0 32.9 Tue 12:30 H24

The electronic structure of a 2D MoS3-WSes heterojunction
investigated with photoemission spectroscopy — eMATHIAS

GEHLMANN', MaRrkus Escubacu!, Pika Gospoparic!, Ewa
Mrynozak!, Sven Doring!, PuiLipp NacLer?, Tosias KornZ,
CHRISTIAN SCHULLER?, SpavomiR NEMSAK!, Lukasz PLucINskil,
and CrLaus M. ScuHNEIDER! — lPeter Griinberg Institut PGI-6,

Forschungszentrum Jiilich, D-52425 Jiilich, Germany — 2Department
of Physics, University of Regensburg, D-93040 Regensburg, Germany

Heterostructures built from van der Waals materials are considered
excellent candidates for next generation electronic devices that could
overcome the restrictions of classical, Si-based electronics. The weak
interlayer interaction in such heterostructures leaves the electronic
properties of their building blocks largely intact. Nevertheless, by
combining the two different transition metal dichalcogenides (TMDCs)
MoS2 and WSes2, we produced a two-dimensional p-n junction, with
drastically different optical and transport properties compared to the
isolated TMDC monolayers and studied the influence of the interlayer
coupling on the electronic structure in this novel, two-dimensional het-
erojunction.

By using photoemission spectroscopy we investigated the band align-
ment in the two materials. In order to directly observe the electronic
band dispersion from micrometer-size flakes we performed k-space mi-
croscopy employing a photoemission microscope in angular resolved
mode.

0 32.10 Tue 12:45 H24

Superconductivity in the ferecrystals (PbSe)i.14(NbSe2)n, —
eCoRINNA GRrosse!, MATTI B. ALEMAYEHUZ, MATTHIAS FALMBIGLZ,
Ouvio Cuiartit, Davip C. Jonnson?, and Saskia F. FIscHer!
— 1Novel Materials Group, Humboldt-Universitit zu Berlin, 12489
Berlin, Germany — 2Department of Chemistry, University of Oregon,
Eugene, OR, 97401, USA

The ferecrystals (PbSe)1.14(NbSes2), are artificially layered materials
consisting of n NbSes single-layers stacked alternately with atomic
double layers of PbSe. NbSes is a transition metal dichalcogenide with
interesting electrical properties such as superconductivity and charge
density waves. The influence of turbostratic disorder, a random ro-
tation between the NbSez and PbSe layers, on the superconducting
transition temperature has been unknown so far.

We investigate the structural and temperature-dependent electrical
properties of the ferecrystals (PbSe)1.14(NbSez2)n by means of scan-
ning transmission electron microscopy, X-ray diffraction, in-plane re-
sistivity and Hall measurements and compare them to those of anal-
ogous non-disordered misfit layer compound (MLC) polymorphs. We
observe a superconducting transition in the resistivity of the ferecrys-
tals. The transition temperatures are reduced by up to 55% with
respect to the analogous MLC polymorphs. This indicates that tur-
bostratic disorder substantially weakens the electron-phonon coupling
in (PbSe)1.14(NbSe2)n. We discuss the results of the structural and
electrical properties of the ferecrystals with respect to their MLC ana-
logues and also with respect to ultra-thin NbSes layers.

O 33: Photonics and Nanooptics I: Infrared Spectroscopy

Time: Tuesday 10:30-13:30

O 33.1 Tue 10:30 H4
Directional Pt-Re nano-antennas for surface-enhanced Ra-
man spectroscopy of suspended ultraclean carbon nanotubes
— oCHRISTIAN BAUML, NicoLA PARADIsO, ToB1as KoRrN, CHRISTIAN
ScHULLER, and CHRISTOPH STRUNK — University of Regensburg

We developed a new kind of directional optical nano-antennas based
on arrays of nano-strips of platinum-rhenium bilayers. The arrays are
designed in order to display a plasmonic resonance when excited with
light at around 633 nm with polarization directed orthogonally to the
strips. We demonstrate that these structures retain their plasmonic
resonance even if subjected to very high temperatures (850°C). This
feature allowed us to dramatically amplify the Raman signal on car-
bon nanotubes (CNTs) grown on top of the antennas via chemical va-
por deposition. Such overgrowth technique is nowadays the standard
method to produce clean devices for quantum transport experiments.
Our antennas are thus a promising building block for hybrid devices
that enable amplification of optical signals detected on the very CNT
portion investigated in transport experiments by the same device.

0O 33.2 Tue 10:45 H4

Plasmonic Enhancement of Infrared Vibrational Signals:

Nanoslits versus Nanorods — eCHrisTIAN Huck!, JocHEN
VoaT!, MicHaEL SENDNERD2, DanieEL HeNGSTLER!, FRaNK
NeuBRECH!3, and ANNEMARIE Pucci!?2 — 1Kirchhoff Institute for

Physics, Heidelberg — 2InnovationLab GmbH, Heidelberg — 34th
Physics Institute and Research Center SCoPE, Stuttgart

We report on investigations of nanoslit arrays as a substrate for surface-
enhanced infrared absorption (SEIRA). Nanoslits, fabricated by elec-
tron beam lithography and subsequent argon ion etching, feature
strong resonances in the infrared spectral range, according to Babi-
net’s principle. The plasmonic resonances are compared to those of
solid nanoantennas, with exactly the same dimensions. Compared to
the nanoantenna, a nanoslit can feature several advantages, as will be
discussed in the talk. The SEIRA performance is compared by investi-
gating a monolayer of octadecanethiol. Furthermore, the slit geometry
is optimized by systematically examining all important parameters.
We show, that the slit width has a strong influence on the near-field
intensity and therefore also on the SEIRA performance. Finally, the
transversal and longitudinal coupling of nanoslits is studied and the
response is compared to the excitation of a single nanoslit. A strong
coupling behavior is observed, and the periodicity is optimized, leading
to the maximum SEIRA signal. The coupling condition is compared to
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that of solid nanostructures, revealing several differences. Our results
give access to general design rules for any sensing application based on
the use of inverse nanostructures.

O 33.3 Tue 11:00 H4
Monocrystalline Gold Structures Applied for SEIRA Spec-
troscopy eJocHEN Voat!:2, CurisTian Huck!, BETTINA
Frank?, Xingaul YIN®, FRaNK NEUBRECH!"3, HARALD GIESSEN?,
and ANNEMARIE Puccr!'? — !Kirchhoff Institute for Physics, Im
Neuenheimer Feld 227, Heidelberg, Germany — 2InnovationLab
GmbH, Speyerer Str. 4, Heidelberg, Germany — 34th Physics Institute
and Research Center SCoPE, University of Stuttgart, Pfaffenwaldring
57, Stuttgart, Germany

Electrochemically grown monocrystalline gold triangles that can be
produced easily at low costs are beneficial substrates for surface-
enhanced infrared absorption (SEIRA) spectroscopy as we have proven
for vibrational modes of a self-assembled monolayer of octadecanethiol.
Moreover, their SEIRA performance exceeds that of polycrystalline,
electron beam lithographic (EBL) triangles. Produced planar but
randomly orientated on a substrate, the plasmonic resonances of the
monocrystalline triangles can be spectrally tuned via their edge length.
It might be interesting for applications that the plasmonic response and
the SEIRA signals are almost independent on the light polarization
under normal incidence, which is related to the equilateral triangular
shape. However, because polarization dependent resonances of linear
antennas are expected to deliver stronger SEIRA enhancement, such
structures were cut out from the monocrystalline platelets by means
of focused ion beam. Also for the linear antennas the monocrystalline
ones show a clearly stronger vibrational signal enhancement in com-
parison to the EBL fabricated counterparts.

0O 33.4 Tue 11:15 H4
Towards Resonant Plasmonic Antenna-Enhanced Terahertz
Spectroscopy — eKseNiA WEBER!, FrRaNnk NEUBRECH!, MARIO
HentscHEL!, MicHAEL ScHERERZ?, and HARALD Giessen! — l4th
Physics Institute and Research Center SCoPE, University of Stuttgart,

Stuttgart — 2InnovationLab GmbH, Heidelberg, Germany

Terahertz spectroscopy is a technique with the potential for a vast
range of sensing applications based on material-specific absorption
features of molecular vibrations. However, the low absorption cross
section of these excitations strongly limits its sensitivity. The possi-
bility to increase the sensitivity of spectroscopic methods via the en-
hanced electromagnetic near fields provided by plasmonic nanoanten-
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nas has been shown before for surface-enhanced infrared spectroscopy
(SEIRA). Our goal is to transfer the concept of SEIRA to terahertz fre-
quencies. Here, we take a first step towards resonant antenna-enhanced
terahertz spectroscopy by using plasmonic nanoantennas for the en-
hancement of molecular vibrations with frequencies towards the tera-
hertz regime. We therefore fabricated arrays of rectangular gold anten-
nas by electron beam lithography and coated them with a 30 nm thick
layer of the fullerenes C60 and C70, respectively. The resonances of
the structures were tailored to match the molecular vibrations located
around 16 THz. The samples were investigated with Fourier transform
infrared spectroscopy using a bolometer as detector. Compared to ref-
erence measurements with a pure molecular layer, an enhancement
factor of four orders of magnitude is found. Our technique is a first
step towards plasmon-enhanced terahertz sensing with unprecedented
sensitivities.

O 33.5 Tue 11:30 H4
Investigating diffractive coupling of fs-laser induced stand-
ing gold antennas for surface enhanced IR spectroscopy —
eRuUsLAN RouRicH!, ToBias W. W. Mass!, MARTIN REININGHAUSZ,
REINHART PoPrawg2, and TrHomAs TAUBNER! — lInstitute of
Physics (IA) RWTH Aachen — 2Fraunhofer Institute for Laser Tech-

nology ILT

IR resonant metallic nanoantennas induce enhanced and strongly lo-
calized electromagnetic fields. These nearfield enhancements are ex-
ploited in surface enhanced infrared absorption (SEIRA) spectroscopy
to detect smallest quantities of molecules.

In this work micrometer-sized upright standing gold antennas are
fabricated by irradiating a thin gold film with single femtosecond laser-
pulses [1]. Due to image charge formation in the surrounding gold film,
the resonance wavelength of the antennas is proportional to 4 times
the antenna length [2]. The hot spot of the structure is distant from
the substrate which is beneficial for SEIRA applications compared to
other geometries.

By arranging these antennas in arrays, coupling between multiple
antennas occurs. Collective resonances can be used to achieve stronger
nearfield enhancements [3]. FTIR measurements in grazing incidence
geometry and simulations demonstrate that diffractive coupling plays
a significant role in the spectral response of standing antenna arrays.
[1] Wortmann et al., J. Laser Appl. 24, 042017 (2012)

[2] Reininghaus et al., Opt. Express 21, 32176-32183 (2013)
[3] Adato et al., PNAS 106, 19227-19232 (2009)

O 33.6 Tue 11:45 H4
Surface-enhanced infrared spectroscopy for poly-peptide
sensing on single nanostructures — eROSTYSLAV SEMENYSHYN!,
FraNk NEUBREcH!, Mario HenTscHeL!, XingrUI YIN!, JOCHEN
Vocr?, FELIx WEIHER!, CHRISTOPH STANGLMAIR?, CLAUDIA
PacroLsk1®, and HARALD Giessen! — 14th Physics Institute and
Research Center SCoPE, University of Stuttgart — 2Kirchhoff Insti-
tute for Physics, University of Heidelberg — 3Max Planck Institute

for Intelligent Systems, Stuttgart

Metal nanowires and nanoslits with plasmon resonances tuned to the
infrared spectral region are ideally suited for surface enhanced infrared
absorption (SEIRA) spectroscopy. Since its discovery, SEIRA has been
applied to chemical analysis and biochemical sensing.

In our present work, we will demonstrate how SEIRA is used for the
detection of peptides and proteins in minute amounts, and sensing of
temperature-induced structural changes. For this purpose, nanostruc-
tures were functionalized by mercaptoundecanoic acid in order to selec-
tively bind poly-L-lysine to the gold surface. Additionally, we covered
other nanoantennas with specially designed collagen peptides. The
plasmonic resonances of such nanostructures were tuned to the amide
I and IT bands of the respective poly-peptides. A tailored flow cell was
used to allow the control of molecular adsorption on the nanostructures
and in-situ SEIRA in aqueous solutions. Following this approach, the
spectroscopic detection of about 13000 poly-peptides on one single slit
could be achieved. In further experiments, structural changes of the
poly-peptides due to temperature changes were observed.

O 33.7 Tue 12:00 H4
Ultrafast Vibrational Ladder Climbing on a Surface with 2D
ATR IR Spectroscopy — eJAN PHiLIP KrRAACK and PETER HAaMM
— Department of Chemistry, University of Ziirich, Winterthurerstrasse
190, CH-8057

Vibrational dynamics of molecules at solid-liquid and solid-gas inter-
faces are important for various technical and scientific applications.
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In order to directly obtain multi-dimensional infrared (IR) spectra of
adorbats at surfaces we have recently developed 2D Attenuated Total
Reflection (ATR) IR spectroscopy.(1,2) Surface-enhancement effects in
2D ATR IR spectroscopy, stemming from plasmonic nano-structured
noble-metal surfaces, have recently been characterized.(3) Here, we
demonstrate optimized surface-enhancement for organic molecules on
ultrathin (nm) metal surfaces which allows for vibrational ladder climb-
ing (LC) in the electronic ground state potential of IR labels with
even low extinction coefficients (< 200 M-1 ¢m-1). LC in such samples
enables the characterization of ultrafast vibrational relaxation within
the electronic ground state potential of a broad range of chemical
bonds and is likely to be exploitable in coherent control(4) of surface-
reactions.

(1) J.P. Kraack, D. Lotti and P. Hamm, J. Phys. Chem. Lett., 2014,
5, 2325-2329.

(2) J.P. Kraack, D. Lotti and P. Hamm, J. Chem. Phys., 2015, 142,
212413.

(3) J.P. Kraack and P. Hamm, submitted, 2015.

(4) T. Witte et al., J. Chem. Phys., 2003, 118, 2021-2024.

0O 33.8 Tue 12:15 HA4
Surface Phonon Polariton Localization in SiC Nano Pillars
Probed by Second Harmonic Spectroscopy — eALEXANDER
PaarMANNY, ILya Razporski!, Josuua D. CALDWELL?, ALEXAN-
pER J. GILes?, SANDY GEWINNER!, WIELAND SCHOLLKOPF!, STE-
FAN A. MaIEr®, and MARTIN WoLr! — !Fritz-Haber-Institut, Berlin,
Germany — 2Navy Research Laboratory, Washington D.C., USA —
3Imperial College, London, UK

Surface Phonon Polaritons (SPhP) have recently emerged as novel
building block for mid-infrared nanophotonics, promising to possibly
overcome the intrinsic loss problem of plasmonics associated with the
short life time of plasmonic excitations [1]. SPhPs arise in polar di-
electrics from optical phonon resonances causing negative permittiv-
ity between transversal and longitudinal optical phonon frequencies.
Specifically, the long life times of optical phonons allow for remarkable
degrees of SPhP localization in sub-wavelength nanostructures.

Here, we show that mid-infrared second harmonic generation (SHG)
spectroscopy [2| provides the most direct experimental approach to
study SPhP field localization. Our experiments employ intense, tun-
able, and narrowband mid-infrared pulses from a free-electron laser
to acquire SHG excitation spectra from SiC nanopillars. We observe
sharp enhancement of the SHG yield for various resonant modes of our
nanostructures. Most importantly, the measurements show much in-
creased sensitivity of the SHG yield to field localization, as compared
to linear optical approaches. [1] Caldwell et al., Nanophotonics 4, 1
(2015), [2] Paarmann et al., APL 107, 081101 (2015)

0 33.9 Tue 12:30 H4
Second Harmonic Phonon Spectroscopy of a-Quartz —
eCHRISTOPHER WINTA, SANDY GEWINNER, WIELAND SCHOLLKOPF,
MARTIN WoLF, and ALEXANDER PAARMANN — Fritz-Haber-Institut
der Max-Planck-Gesellschaft

We experimentally study the efficiency of second harmonic genera-
tion (SHG) from optical phonon resonances in crystalline a-quartz,
employing intense, tunable picosecond mid-infrared laser pulses gen-
erated from the FHI free-electron laser (FEL). Due to its numerous
optical phonon branches, a-quartz exhibits multiple Reststrahl bands
with high reflectivity, located between the respective transversal and
longitudinal optical phonon resonances. For each of these spectral re-
gions, the real part of the dielectric function is negative, resulting in
rapidly attenuated evanescent waves which make these experiments
sensitive to a thin near-surface layer.

In our experiments, we employ a non-collinear, reflective geometry
which allows for a background-free detection of the SHG signal, even
for strongly absorbing samples. Making use of the large tuning range
of the FEL, we can investigate essentially all optical phonon resonances
of a-quartz. We observe sharp resonances in the SHG at the frequen-
cies of transverse optical phonons due to a resonant enhancement of
the nonlinear susceptibility. At each resonance, the SHG signal also
strongly depends on the azimuthal orientation of the crystal as a con-
sequence of its trigonal crystal symmetry. We show that this feature
can be exploited to selectively investigate the different contributions
of the nonlinear susceptibility tensor to the SHG signal.

O 33.10 Tue 12:45 H4

Phonon control in a 2D phononic crystals — eYuniNg Guo and
THomAs DEKORsY — Department of Physics and Center of Applied
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Photonics, University of Konstanz, 78457 Konstanz, Germany

Due to the ability to confine and mold acoustic waves in periodic nanos-
tructure, the acoustic properties of phononic crystal (PnC) are tailored
by designing various kinds of defects, which is suitable for a wide range
of applications from transducer technology to filtering and guidance of
acoustic waves. The ways of control phonons in 2D PnC are studied in
this report. Channel drop filters can access one channel of a wavelength
division multiplexed signal while leaving other channels undisturbed,
which are essential components of acoustic communication systems.
The target dropping frequency is selected and the transmission effi-
ciency is improved by designing different waveguides and a series of
cavities in PnC. The self-collimation of acoustic wave can be regarded
as a kind of channelless phononic waveguide, which provides another
way to control the propagation of phonons. The self-collimation beam
can propagate with almost no diffraction along the PnC, which can
be used to acoustic imaging, negative refraction etc.. When the self-
collimation beam propagates in a PnC with certain defects, those de-
fects behave like mirrors which lead to acoustic wave bending, splitting
and phonons trapping. By analyzing the equi-frequency contour, the
properties of waves propagating are deduced and the frequency of self-
collimation is determined.

O 33.11 Tue 13:00 H4
Large-Area Fabrication of TiN Nanoantenna Arrays for Re-
fractory Plasmonics in the Mid-Infrared. — eSHAHIN BAGHER1!,
CHRISTINE M. ZcrABIK?, Timo GissiBL!, ANprreas TitTL!, FLoO-
RIAN STERL!, RaMoN WALTER!, STEFANO DE ZUANI®, AUDREY
BeRRIER3, THoMAS STAUDEN?, GUNTHER RICHTER®?, EvELYN L.
Hu?, and HARALD Giessen! — 14th Physics Institute and Research
Center SCoPE, University of Stuttgart, Pfaffenwaldring 57, Stuttgart,
Germany. — 2School of Engineering and Applied Sciences, Harvard
University, Cambridge, MA 02138, USA. — 31st Physics Institute and

Research Center SCoPE, University of Stuttgart, Pfaffenwaldring 57,
Stuttgart, Germany. — 4Fachgebiet Nanotechnologie, Technische Uni-
versitét Ilmenau, Ilmenau, Germany. — 5Max-Planck-Institut fiir In-
telligente Systeme, D-70589 Stuttgart, Germany.

We utilize fast and wafer-scale fabrication methods such as direct
laser writing and laser interference lithography to fabricate large-area
nanoantenna arrays of TiN. Our lithographic tools allow for fast and
homogeneous preparation of nanoantenna geometries on a polymer
layer, which is then selectively transferred to TiN by subsequent argon
ion beam and chemical wet etching process. Tailoring of the TiN an-
tenna geometry enables precise tuning of the plasmon resonances from
the near to the mid-infrared spectral range. The antennas are pro-
tected by an additional Al203 layer which allows for high-temperature
annealing in argon flow without loss of the plasmonic properties.

0O 33.12 Tue 13:15 H4
Resonances from thermal waves using photothermal deflec-
tion microscopy — e ANDRE HEBER, MARKUS SELMKE, and FRANK
CicHos — Universitdt Leipzig, Exp. Phys. I, Molecular Nano-
Photonics Group, 04103 Leipzig, Germany

A gold nanoparticle is heated by a harmonically modulated pump laser
which is fixed in space. This configuration results in a thermal wave
centred around the nanoparticle. The thermal wave is exponentially
damped with a decay-length corresponding to a single thermal wave-
length. We co-align a second laser beam which is non-absorbed and
steerable to measure deflections induced by refractive index changes
due to the optical heating. This setup enables the detection of the
thermal wave’s resonances in the components in phase and out-of-
phase with the pump. The deflection signal depends on the distance.
The externally controllable offset provides a well-defined length scale
which can be used to quantify the thermal diffusivities from these res-
onances in combination with a ray optics model.

O 34: Nanostructures at Surfaces Il

Time: Tuesday 10:30-12:30

0O 34.1 Tue 10:30 H6

Hydrogen-bonded bimolecular network on Au(111)
oCHRISTIAN STEINER!, ZECcHAO Yanc!, UTE MEINHARDTZ, BETTINA
GLIEMANN?, MARTIN GURRATHS, BERND MEYER?, MILAN KivaLaZ,
and SABINE MAIER! — !Department of Physics, FAU Erlangen-
Niirnberg, Germany — 2Department of Chemistry and Pharmacy,
FAU Erlangen-Niirnberg, Germany — %Computer-Chemie-Centrum,

FAU Erlangen-Niirnberg, Germany

Understanding and controlling the formation of multi-component
molecular self-assemblies is important for the design of donor-acceptor
networks which are an integral part of organic optoelectronic de-
We discuss the self-assembly and electronic properties of
monomolecular[1] and bimolecular networks assembled from carboxyl-
and diaminotriazinyl-functionalized triphenylamine derivatives based
on low-temperature scanning tunneling microscopy experiments and
density functional theory calculations. On Au(111), both molecules
arrange in large porous hydrogen-bonded networks in order to opti-
mize the intermolecular hydrogen bonding. Upon co-adsorption, the
molecules form perfectly ordered bimolecular honeycomb networks sta-
bilized by bonds between the carboxyl and the diaminotriazinyl groups.
The HOMO-LUMO gap in the mixed network is defined by the two
types of molecules, which is typical for an electron donor-acceptor
scheme.

[1] C. Steiner et al. J. Phys. Chem. C, 119 (46), 25945-25955 (2015)

vices.

O 34.2 Tue 10:45 H6
Self-assembling and chemistry of ferrocene dicarboxylic
acid on different substrates — eJAaN BERGER!, OLEXANDR
SteETsovycH!, KrzyszToF KoSMIDER!, MARTIN VONDRACEKZ, MAR-
1IN Svec!, and Paver JeLinex! — lInstitute of Physics, Academy of
Sciences of the Czech Republic, Cukrovarnicka 10, CZ-16200, Prague,
Czech Republic — 2Institute of Physics, Academy of Sciences of the
Czech Republic, Na Slovance 1999/2, CZ-18221, Prague, Czech Re-
public
Ferrocene based molecules are extremely appealing as they provide the

possibility of having built-in spin or charge functionalities. However
there are only limited studies of structural and electronic properties on
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surfaces so far. We investigated self-assembling processes of ferrocene-
based molecules on both metallic (Ag(111), Cu(110)) and insulating
(Cu3N/Cu(110)) with high-resolution AFM/STM combined with XPS
and NEXAFS. The experimental evidence is corroborated with total
energy DFT calculations and advanced AFM simulations. The anal-
ysis of the data allows understanding of the unique arrangement and
adsorption geometry of the molecules on each substrate, as well as the
chemical changes of the carboxylic groups. Where the molecules on the
Ag(111) show only a weak interaction with the substrate and a complex
self-assembling configuration. On the Cu(110) and Cu3N/Cu(110) the
carboxylic groups are a subject to dehydrogenation forming strong
chemical bond to the substrate onto the Cu atoms, keeping an upright
orientation of the ferrocene cyclopentadienide rings.

O 34.3 Tue 11:00 H6
On-surface synthesis of covalent organic nanostructures on
metals and strategies for post synthetic decoupling — e ATENA
RasTcoo Lanroop!:2, Jonas BiOrk3, MarTHiAs Liscukal:2, Jo-
HANNA Ercuaorn2, Worrcance M. Heckr!24, and MAarkus
LackingerRD24 — 1Department of Physics, Tech. Univ. Munich,
James-Franck-Str. 1, 85748 Garching — 2Center for NanoScience
(CeNS), Schellingstr. 4, 80799 Munich — 3Department of Physics
Chemistry and Biology, IFM Linkoping University, 58183 Linkoping,
Sweden — 4Deutsches Museum, Museumsinsel 1, 80538 Munich

On-surface polymerization is a versatile approach for the synthesis
of otherwise inaccessible extended low-dimensional organic nanostruc-
tures. Ullmann coupling as the most favored reaction relies on the
reactivity of metal surfaces to initiate the coupling by dissociating
halogen substituents. Since the metal surfaces that are indispensable
for the synthesis are unfavorable for many applications, we explore
strategies for a post synthetic detachment.

Surface chemical studies of 1,3-diiodobenzene on Cu(111) revealed
covalently coupled trimers as reaction products adsorbed atop a
closed iodine monolayer rather than directly on the metal surface.
These unexpected results suggest iodine adsorbs underneath the or-
ganics, thereby indicating possibilities for using iodine monolayers for
post_synthetic decoupling.
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This approach was verified by exposing on-surface synthesized cova-
lent porous 2D polyphenylene networks to iodine vapor. Samples were
characterized by STM, XPS, and NEXAFS.

O 34.4 Tue 11:15 H6
On-surface synthesis of non-symmetric molecular nodes —
oCHrIsSTOPHE Nacci!, FraNcisco AMPLE?, ANDREAS VIERTELS,
STEFAN Hecnt*, CurisTIAN JoacHiM®, and LeoNHARD GRILLS
— 1Department of Physical Chemistry, University of Graz, Aus-
tria — 2IMRE, Singapore — 3Department of Chemistry, Humboldt-
Universitit zu Berlin, Germany — *Department of Chemistry,
Humboldt-Universitit zu Berlin, Germany — °SCEMES-CNRS,
Toulouse, France — %Department of Physical Chemistry, University
of Graz, Austria

On-surface synthesis is a promising strategy for building complex
molecular architectures that are potentially relevant in the field of
molecular electronics. Suitable design of molecular building blocks is
required in order to assemble functional molecules into stable cova-
lently bound networks with a well-defined spatial arrangement. In
this presentation low-temperature scanning tunneling microscopy and
spectroscopy are used to image individual molecules and determine
their electronic properties at surface with high spatial resolution.
Non-symmetric molecular nodes comprised of central molecule and
equipped with short polyfluorene wires at predefined positions were
grown by on-surface synthesis. The asymmetric node structure is
highly desired since it encodes different conjugated pathways, i.e. po-
tentially different electrical channels. The assembly of different molec-
ular nodes will be discussed as well as the electrical characterization
of individual non-symmetric molecular nodes by pulling them off a
supporting surface with the tip of a scanning tunneling microscope.

O 34.5 Tue 11:30 H6
Interplay of chemical and electronic structure on the
single-molecule level in 2D polymerization — eCLAUDIUS
MorcrUTT}3,  Jonas Biork?, CAROLA STRASSER®, ULRICH
Starxe?, Rico GurzLeEr?, and KLaus Kern'3 — Max Planck In-
stitute for Solid State Research, Heisenbergstrasse 1, 70569 Stuttgart,
Germany — 2Department of Physics, Chemistry and Biology, IFM,
Linképing University, 58183 Linkoping, Sweden — S3Institut de
Physique de la Matiére Condensée, Ecole Polytechnique Fédérale de
Lausanne, 1015 Lausanne, Switzerland

Single-layers of covalently-linked organic materials in the form of two-
dimensional (2D) polymers constitute structures complementary to in-
organic 2D materials. The electronic properties of the 2D polymer
can be manipulated through a deliberate choice of precursor organic
molecules. In this work, the changes in electronic structure from pre-
cursor molecule to oligomer are addressed by scanning tunneling spec-
troscopy and ultra violet photoelectron spectroscopy. The polymeriza-
tion reaction of 1,3,5-tris(4-carboxyphenyl)benzene via reductive de-
carboxylation on Cu(111) is investigated by scanning tunneling mi-
croscopy, x-ray photoelectron spectroscopy and density functional the-
ory calculations. We present a comprehensive study of an on-surface
coupling reaction without contaminating side-products and we show
HOMO/LUMO shifts as a consequence of decarboxylation and poly-
merization on the molecular level.

O 34.6 Tue 11:45 H6
Templated bilayer self-assembly of fully conjugated -
expanded macrocyclic oligothiophenes complexed with
fullerenes — oJose D. CosaL GoNzaLez!, Masaniko Iyopa?, and
JorGEN P. RaBE! — !Department of Physics & IRIS Adlershof,
Humboldt-Universitét zu Berlin, Berlin — 2Department of Chemistry,
Graduate School of Science and Engineering, Tokyo Metropolitan Uni-
versity, Hachioji, Tokyo

Fully conjugated m-expanded macrocyclic oligothiophenes have been
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envisaged for host-guest systems, as building blocks for supramolec-
ular nanostructures and photovoltaic applications due to their struc-
tural, optical and electronic properties. However, control over the
self-assembly of such systems still remains a challenge. Here, we re-
port a self-assembled monolayer of hydrogen-bonded trimesic acid at
the interface between its heptanoic acid solution and highly oriented
pyrolytic graphite. This monolayer is shown to provide host-sites for
the epitaxial ordering of Saturn-like complexes of fullerenes with -
expanded oligothiophene macrocycles(1) in mono- and bilayers. The
bilayer and triple layer formation was confirmed by STM tomogra-
phy, based on discrete bias set-point imaging of each layer. All force-
field potential interaction energy calculations confirmed the stability of
the multilayer architecture. Finally, Scanning Tunneling Spectroscopy
(STS) of the layers allowed for determination of the rectification char-
acteristics and the position of the combined frontier orbitals.

(1) Shimizu H, Cojal Gonzalez JD, Hasegawa M, Nishinaga T, Haque T, Takase
M, Otani H, Rabe JP and Iyoda M 2015 J. Am. Chem. Soc. 137, 3877-3885

O 34.7 Tue 12:00 H6
A comparative study of two perylene derivatives on Cu(111):
insight into the bonding mechanism — eMiHAELA ENacHE!,
MANFRED MATENAZ, Jonas Biork3, JorcE LoBo-Cueca?, THoMAS
Juna2, Mats Persson®, and LuTtz GApeS — University of Gronin-
gen, Groningen, Netherlands — 2University of Basel, Basel, Switzer-
land — 3University of Linképing, Linkoping, Sweden — “Centro
de Fisica de Materiales (CSIC-UPV-EHU), San Sebastian, Spain —
5University of Liverpool, Liverpool, UK — SUniversitit Heidelberg,
Heidelberg, Germany

Herein, an experimental and theoretical characterization of the ad-
sorption of two perylene derivatives on Cu(111) is presented [1, 2].
The main focus of this work lies on the analysis of molecule-molecule
and molecule-substrate interactions by combining results from scan-
ning tunneling microscopy, x-ray photoelectron spectroscopy, x-ray
standing wave (XSW) measurements, and density functional theory.

For submonolayer coverage and after annealing (>150°C), both sys-
tems form a metal-coordinated network, which is commensurate to the
substrate. By performing XSW measurements, the vertical adsorption
geometry was determined and thereby, insight into the interplay be-
tween intermolecular and molecule-substrate interactions was gained.
As a result of the metal coordination, the molecule-substrate interac-
tions are decreased and the molecules are essentially decoupled from
the Cu(111) surface.

[1] M. Matena et al., Phys. Rev. B, 90, 125408 (2014)

[2] M. Matena et al., Chem. Eur. J., 16, 2079 (2010)

O 34.8 Tue 12:15 H6

On-surface fabrication of acenes eJusTus KrUcER!, Niko

PavLicek?, Frank Eisennur!, José M. ALonNso3, DoOLORES
PEREZ?, ENRIQUE GUITIAN®, THOMAS LEHMANNZ, DMITRY RYNDYKZ,
ANDRE Gourpon?, GERHARD MEYER?, LEo GROss?, Dieco PERA3,
GI1ANAURELIO CUNIBERTI!, and FrRaANCEscA Morgsco! — llnstitute
for Materials Science, Max Bergmann Center of Biomaterials, and Cen-
ter for Advancing Electronics Dresden, TU Dresden, 01069 Dresden,
Germany — 2IBM Research-Zurich, 8803 Riischlikon, Switzerland —
3CIQUS and Departamento de Quimica Organica, Universidade de
Santiago de Compostela. Santiago de Compostela 15782, Spain —
4CEMES, UPR 8011 CNRS, Nanosciences Group, 29 Rue J. Marvig,
P.O. Box 94347, 31055 Toulouse, France

We present the on-surface reduction of acene-derivatives to form
genuine acenes (hydrocarbons with linearly fused benzene rings) on
Au(111) and Cu(111). The conversion is achieved by scanning tun-
neling microscopy (STM) tip-induced manipulation as well as thermal
activation and is conclusively demonstrated by means of atomic force
microscopy with atomic resolution. This observed transformation may
pave the way for the on-surface preparation and stabilization of even
higher acenes.
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O 35.1 Tue 9:30 HI10
Sub-cycle quantum interference in solid-state high-harmonic
generation — eMarTHIAS HOHENLEUTNER!, FABIAN LANGER!,
OLAF ScHUBERT!, MaTTHIAS KNORR!, CHRIsSTOPH LANGE!, ULRICH
HurTtNEr?, STEPHAN W. Kocn2?, MackiLLo Kira?, and RUPERT
Huer! — 1University of Regensburg, 93040 Regensburg, Germany

— 2University of Marburg, 35032 Marburg, Germany

Utilizing intense light pulses to control electron motion in atoms and
molecules has opened up spectacular new routes in ultrafast and at-
tosecond photonics such as high-harmonic generation (HHG). The re-
cent discovery of HHG in solids combines ultrafast quantum control
with complex condensed matter systems. We employ intense, phase-
controlled multi-THz waveforms to drive HHG in bulk gallium selenide.
Non-resonantly driven interband polarization and simultaneous intra-
band carrier acceleration throughout the entire Brillouin zone result
in the emission of extremely broadband, phase-locked high-harmonics
(HH). More importantly yet, sub-cycle time- and field-resolution al-
lows us to directly trace the underlying electron dynamics with pre-
cise temporal correlation to the driving waveform. Remarkably, the
HH are emitted as a unipolar train of ultrashort, nearly unchirped
few-femtosecond bursts, which coincide precisely with the driving field
maxima. These features unravel a novel quantum interference of mul-
tiple interband excitation paths during HHG, as explained by our mi-
croscopic quantum theory. The first direct time domain study of HH
from solids paves the way towards a full quantum picture of the un-
derlying mechanisms and sparks hope for solid-state sub-femtosecond
sources.

O 35.2 Tue 9:45 HI10
Lattice dynamics of optically excited few-layer graphite —
CHRISTIAN GERBIG, S1LVIO MORGENSTERN, MARLENE ADRIAN, CRIS-
TIAN SARPE, € ARNE SENFTLEBEN, and THOMAS BAUMERT — Institut
fir Physik und CINSaT, Universitat Kassel, Heinrich-Plett-Strafie 40,
34132 Kassel

Time-resolved diffraction with femtosecond electron pulses has become
a promising technique to directly provide insights into photo induced
primary dynamics at the atomic level in molecules and solids. Ultra-
short pulse duration as well as extensive spatial coherence are desired,
however, space charge effects complicate the bunching of multiple elec-
trons in a single pulse. We experimentally investigate the interplay
between spatial and temporal aspects of resolution limits in ultrafast
electron diffraction (UED) on our highly compact transmission elec-
tron diffractometer. To that end, the initial source size and charge
density of electron bunches are systematically manipulated and the re-
sulting bunch properties at the sample position are fully characterized
in terms of lateral coherence, temporal width and diffracted intensity.
We obtain electron pulse durations down to 120 fs and transversal co-
herence lengths up to 20 nm. Instrumental impacts on the effective
signal yield in diffraction and electron pulse brightness are discussed
as well. The performance of our compact UED setup at selected elec-
tron pulse conditions is finally demonstrated in a time-resolved study
of lattice heating in few-layer graphite after optical excitation. During
the heating process, we observe shearing modes and acoustic breathing
modes.

0O 35.3 Tue 10:00 HI10
Ultrafast carrier dynamics in bulk MoSs studied by tran-
sient absorption spectroscopy — eT1m VOLZER, MATTHIAS LUT-
GENS, FraNzISKA FENNEL, and STEFAN LOCHBRUNNER — Institut fiir
Physik, Universitdat Rostock, Albert-Einstein-Str. 23, 18059 Rostock

Transistion metal dichalcogenides feature unique electronic and optical
properties. In addition, they are characterised by a layered structure,
allowing the preparation of atomically thin crystals. As a representa-
tive of those materials, molybdenum disulfide is suggested as a promis-
ing candidate for optoelectronic and photocatalytic applications. To
characterise the optical excitation and its dynamics we performed both
static transmission and time-resolved pump-probe spectroscopy.

Two absorption bands, labelled A and B, are observed in the static
absorption spectrum which are attributed to direct transitions at the
K point of the Brillouin zone. The lower electronic transition is excited
within the femtosecond absorption measurements and the dynamics is
followed by a white light continuum covering the whole visible range.
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Location: H10

A decrease of absorption for the A and B transition is observed whereas
an increase of absorption is present for lower energies. This signature
is indicative for a band renormalization induced by the population in
the first excited band. The subsequent signal decay shows two dis-
tinct time dependencies, an exponential sub picosecond contribution
caused by carrier-carrier and carrier-phonon scattering and a strongly
non-exponential component for longer times. The latter is attributed
to electron-hole recombination via defect states and shows an acceler-
ation with increasing excitation density.

O 354 Tue 10:15 HI10

Internal structure and ultrafast dynamics of excitons
in monolayer WSe; — eCHRISTOPH POLLMANNY, PHILIPP
STEINLEITNER!, URsuLA LEIERSEDER!, PuiLipP NAGLER!, GERD

PLECHINGER!, MIcHAEL Porer!, RupoLpH BRraTscHITSCHZ, CHRIS-
TIAN ScHULLER!, Tosias Korn!, and Ruperr Husger!

1Department of Physics, University of Regensburg, 93040 Regensburg,
Germany — 2Institute of Physics, University of Miinster, 48149 Miin-

ster, Germany

Atomically thin transition metal dichalcogenides (TMDCs) promise
groundbreaking optoelectronic applications and devices due to their
direct bandgap in the optical range. As a consequence of the lay-
ered structure, unusually strongly bound excitons can exist even at
room temperature, dominating the optical and electronical properties.
In order to exploit the full potential of this new material system, key
open questions regarding the excitons in TMDC monolayers have to be
answered. Here we report the first direct observation of the intraexci-
tonic 1s-2p transition via time resolved pump/THz probe studies, trac-
ing both optically bright and dark exciton states. Beside quantitative
information about transition energies, oscillator strengths, linewidths
and many-body effects a record fast radiative decay of bright excitons
with a time constant of only 150 fs can be revealed.

0O 35.5 Tue 10:30 HI10
Auger Recombination and Charge Transfer of CdSe/CdS

Core/Shell Quantum Dot/Quantum Rods — eMona
Raripoorb2, Jan Nienauvs®, Horcer Lancel?, and HorstT
WELLER!2:3 — 1Universitdt Hamburg, Institut fiir Physikalische

Chemie, Grindelallee 117, 20146 Hamburg — 2The Hamburg Cen-
tre for Ultrafast Imaging, Luruper Chaussee 149, 22761 Hamburg,
Germany — 3CAN GmbH Grindelallee 117 20146 Hamburg

We investigated clustered CdSe/CdS quantum dots/quantum rods
(QDQRs) by time-resolved optical spectroscopy.

Power dependent measurements were conducted by excitation with
different intensities and recording time traces of the photoluminescence
(PL) decay simultaneously with the PL intensity. Increasing the ex-
citation power generally increases the average exciton population per
QDQR. We observe signatures of exciton-exciton interactions starting
with exciton populations of one. This is tentatively assigned to an in-
teraction between the excitons across the QDQRs. The non-monotonic
increase of the PL intensity with excitation power in this regime sup-
ports the idea of a new, non-radiative multiexciton decay across the
cluster.

To get more Information about this kind of interaction we apply
Transient Absorption spectroscopy. By varying the pump wavelength,
we are able to specifically excite core and shell and follow the subse-
quent relaxation.

O 35.6 Tue 10:45 HI10
The role of intervalley scattering and phonon softening in the
ultrafast carrier dynamics of PbTe — PrRASHANT PADMANABHAN,
KesTuTis Bupzinauskas, KIRAN H. PRABHAKARA, and ePauL H. M.
vAN LoosDRECHT — Physics Institute 2, University of Cologne, 50937
Cologne, Germany

PbTe is a leading thermoelectric material, notable for its low ther-
mal conductivity and unusually large carrier mobility at very low dop-
ing levels. Here, we report on ultrafast pump-probe experiments on
PbTe that shed light on the ultrafast relaxation of highly excited carri-
ers. By employing time-resolved differential reflectivity measurements,
we probe the dynamics of electron-electron and electron-phonon in-
teractions on the femtosecond time-scale. Additionally, the use of a
super-continuum probe pulse allows us to investigate the wavelength
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dependence of the carrier relaxation dynamics. Our results suggest
that phonon mediated intervalley scattering involving the band gap
between the I' and K points plays a significant role in carrier cool-
ing. Further, the temperature dependence of these dynamics point to
anomalous behavior that may be the result of phonon softening, re-
cently reported to be a key element in the unique thermal properties
of PbTe.

0O 35.7 Tue 11:00 HI10
Theory of the coherent A;; phonon decay in antimony —
oSERGEJ KRyLow, EEUWE S. Z1JLSTRA, and MARTIN E. GARCIA —
Universitat Kassel, Theoretische Physik II, Heinrich-Plett-Strafe 40,
34132 Kassel, Germany

The fluence-dependent decay paths of the femtosecond laser-excited
coherent Aj;y, phonon mode in antimony are investigated by
means of electronic-temperature-dependent density-functional-theory
molecular-dynamics simulations, which yield an exponentially decay-
ing coherent phonon, comparable to experiments. Additional calcula-
tions of the phonon dispersion indicate that third order decay processes
occur mainly within the acoustic and fourth order processes within the
optical phonon branches. This can also be seen in the subsequent anal-
ysis of the molecular dynamics simulations, which reveal that the third
and fourth order phonon contributions to the decay can be influenced
by means of the applied fluence.

30 min. Coffee Break
Invited Talk O 35.8 Tue 11:45 HI10

Coherent Quantum Dynamics of Excitons in Atomically Thin
Semiconductors — ex1A0QIN LI — Univ. of Texas-Austin, Austin,
USA

The transitional metal dichalcogenides (TMDs) are an emerging class
of atomically thin semiconductors with tightly-bound excitons and
charged excitons (i.e. trions). A fundamental property of these quasi-
particles is quantum decoherence time, which reflects irreversible quan-
tum dissipation arising from system (excitons) and bath (vacuum and
other quasiparticles) interaction and determines the timescale dur-
ing which excitons can be coherently manipulated. Dephasing time
is also equivalent to the intrinsic homogeneous linewidth of exciton
resonances. In addition, excitons in TMDs are localized at the cor-
ners of the Brillouin zone and provide a convenient way to opti-
cally manipulate the valley degree of freedom. Direct measurement
of valley coherence time is challenging because it corresponds to non-
radiative coherence between two degenerate states. Using ultrafast
multi-dimensional optical spectroscopy, we investigate the intrinsic ho-
mogeneous linewidth of excitons, exciton valley coherence as well as
coupling between excitons and trions. Our studies reveal coherent
exciton dynamics on the order of = 100 fs in monolayer TMDs. De-
coherence time is not only an important parameter for characterizing
fundamental properties of excitons, but also serves as a sensitive probe
for exciton-exciton and exciton-phonon interaction.

0 35.9 Tue 12:15 HI10
Ultrafast Pump-Probe Analysis of Exciton-Polariton Propa-

gation — JaN LosreNz!, STEPHAN MELZER!, CLAUDIA RUPPERT!,

ILvya Aximov!, eMarTHias REICHELT?, ALEXANDER TRAUTMANNZ,
TorsTEN MEIER?, and MarkUs BrTz! — !Experimentelle Physik
2, TU Dortmund, Otto-Hahn-Str. 4, 44221 Dortmund, Germany —
?Department of Physics and CeOPP, University of Paderborn, War-

burger Str. 100, D-33098 Paderborn, Germany

In bulk CdZnTe light is significantly slowed down in a spectral range
close to the lower exciton-polariton branch. [1] Here, we investigate
nonlinear optical signatures in a pump-probe experiment with fem-
tosecond laser pulses. Experimental data and model simulations for
the optical response of a nonlinearly driven two-level system suggest
that the excitation induced dephasing [2] and slow light propagation
lead to unexpected features in the differential transmission spectra. [3]

[1] T. Godde, I. A. Akimov, D. R. Yakovlev, H. Mariette, and M.
Bayer, Phys. Rev. B 82, 115332 (2010).

[2] H. Wang, K. Ferrio, D.G. Steel, Y.Z. Hu, R. Binder, and S.'W.
Koch, Phys. Rev. Lett. 71, 1261 (1993).

[3] J. Lohrenz, S. Melzer, C. Ruppert, I.A. Akimov, M. Reichelt, A.
Trautmann, T. Meier, M. Betz, to be published.

O 35.10 Tue 12:30 HI10

Dynamics of exciton-polariton condensates in semiconductor
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microcavities with periodic potentials — eXuEkar Ma!, STEFAN
ScuumacHER!, and OLEG Ecorov? — Physics Department, Univer-
sitdt Paderborn, Warburger Strasse 100, 33098 Paderborn, Germany
— 2Institute of Condensed Matter Theory and Solid State Optics,
Abbe Center of Photonics, Friedrich-Schiller-Universitdt Jena, Max-
Wien-Platz 1, 07743 Jena, Germany

Exciton-polaritons are quasi-particles made of quantum well (QW) ex-
citons coupled to cavity photons. They have very small effective mass
(10~%*m.) and lifetimes on the tens of picoseconds scale. Due to their
photonic properties, they can be excited by light and probed, respec-
tively. Due to their excitonic properties, nonlinearity is introduced
into this system at elevated densities. Polaritons, which are compos-
ite bosons, can undergo a condensation process (with similarities to
Bose-Einstein condensation) under incoherent excitation. Many fea-
tures in the dynamics of polariton condensates can be described by a
modified Gross-Piteavskii equation (GPE). Here, we study the nonlin-
ear dynamics of polariton condensates in periodic potentials. In the
presence of a periodic potential, a band structure including a band-gap
can be obtained. We show that polariton condensates can occupy and
switch between different energy states by changing the pump excita-
tion intensity and shape. Our simulation results agree very well with
recent experimental results.

O 35.11 Tue 12:45 HI0
Nonlinear terahertz quantum control of Landau-quantized
electrons — eTHoMAs Maac!, ANDREAas Bavrr!, SEBASTIAN
BaIrErL', MarTHiAS HOHENLEUTNER!, ToBias Korn!, CHRISTIAN
ScuULLER!, DomINIQUE Bougrearp!, CHrisToPH LANGE!, RUPERT
HuBer!, MARTIN MooTz2, STEPHAN W. Kochu2, and MACKILLO
Kira?2 — Department of Physics, University of Regensburg, 93053
Regensburg, Germany — 2Department of Physics, Philipps-University

Marburg, 35032 Marburg, Germany

Controlling superpositions of many-body electronic quantum states in
solids is impeded by rapid dephasing through inter-particle scatter-
ing. However, Walter Kohn found in 1961 that the cyclotron reso-
nance of Landau-quantized electrons in a two-dimensional electron gas
(2DEG) is immune to Coulomb forces. This protection warrants long
coherence times and makes the system interesting for quantum con-
trol, but explicitly excludes nonlinearities. Here, we demonstrate how
intense light pulses in the terahertz (THz) spectral range can induce
well-controlled electronic many-body correlations in a magnetically bi-
ased 2DEG and tailor a distinctly anharmonic response. Coherent
ladder climbing up to the 6th rung yields population inversion and
abruptly increases dephasing. Strikingly, 2D THz spectroscopy reveals
distinct multi-wave mixing signatures, which our quantum theory ex-
plains through Coulomb interactions between electrons and the posi-
tively charged ionic background. These many-body dynamics demon-
strate how internal degrees of freedom of solid state quantum systems
enable coherent nonlinear interactions for future ultrafast quantum in-
formation processing.

O 35.12 Tue 13:00 HI10
Ultrafast nonlinear response of GaAs under high pressures —
eJonannes M. Braun!2, Jan F. ScumipT3, DENIS V. SELETSKIYS,
HARALD ScHNEIDER!, MANFRED HeLM!:2, and ALEXEJ Pasakin!:3
— 'Helmholtz-Zentrum Dresden-Rossendorf, Germany — 2TU Dres-
den, Germany — 3Department of Physics and Center for Applied Pho-
tonics, University of Konstanz, Germany

Applying hydrostatic pressure leads to dramatic changes in the band
structure of semiconductors. In particular, it enables a continuous tun-
ing of the bandgap energy. Here we study the nonlinear response of
bulk gallium arsenide (GaAs) in the vicinity of its bandgap. The opti-
cal pump-probe experiment is performed in a non-collinear reflection
geometry at pressures up to 3 GPa generated inside a diamond anvil
cell. By increasing pressure we observe pronounced slowing down of
the relaxation dynamics of photoexcited charge carriers: the time con-
stant of the dominating relaxation process increases from about 10 ps
at ambient pressure to 35 ps above 0.7 GPa. These time scales are by
an order of magnitude shorter than the recombination time determined
using optical pump - THz probe spectroscopy. Thus, the fast dynam-
ics observed in the optical pump-probe measurements is governed by
the cooling of hot electron distribution and not by the recombination
process. Furthermore, at pressures above 2 GPa the bandgap energy of
GaAs is above the excitation spectrum of our experiment. The sample
becomes transparent for the femtosecond pulses leading to a transient
pump-probe signal with a negative sign due to the third order nonlin-
ear response of GaAs.
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O 36: Gaede Prize Talks

The prestigious Gaede prize of the German Vacuum Society (DVG e.V.) founded by Dr. Manfred
Dunkel, head of the Leybold company for many years, is supported by Oerlikon Leybold Vacuum
GmbH and regularly presented at the DPG Spring Meeting by the Surface Science and Thin Films
Divisions. The Gaede prize is yearly awarded to young scientists (prior to their first professorship)
for outstanding basic and applied research in the fields of vacuum physics and technology, thin films,
surface science, materials and methods in solid state electronics, or nanotechnology. This symposium
celebrates 30 years of Gaede prize, the first one being awarded to J. Kirschner in 1986. It comprises talks
by the prize winner of this year, Dr. Julia Stéhler (FHI Berlin), and previous winners, Prof. Jiirgen
Fassbender and Prof. Eberhard Umbach, complemented by the history of Gaede (Dr. Gerhard Voss,
DVG and Head of the Vacuum Science and Technology Division of DPG). The list of previous prize
winners (http://www.gaedepreis.org/preistraeger.html) comprises a large number of nowadays renowned
colleagues for whom the Gaede prize was very supportive for their career.

Organizers: Dietrich R.T. Zahn (TU Chemnitz), Martin Wolf (FHI Berlin) and Norbert Esser (ISAS

Berlin)
Time: Tuesday 13:30-15:30

Special Talk O 36.1 Tue 13:30 HI11
Wolfgang Gaede - Wegbereiter der modernen Vakuum-
Technik — e GERHARD Voss — Oerlikon Leybold Vacuum, Kéln

In diesem Vortrag geht es nicht nur um den Lebenslauf von Wolf-
gang Gaede, sondern auch um einige seiner wichtigsten Erfindungen,
wie die Verbesserung der rotierenden Kapsel-pumpe ( = Drehschieber-
Pumpe), die Molekular(luft)pumpe, die Diffusionspumpe und die
Drehschieber-Pumpe mit Gas-Ballast-Einrichtung.

Die bedeutenden Erfindungen von Wolfgang Gaede haben den enor-
men Aufschwung der Vakuum-Technik nach dem zweiten Weltkrieg
erst moglich gemacht und stehen auch heute noch im Einsatz.

Prize Talk O 36.2 Tue 14:00 HI11
Ultrafast dynamics of many-body effects in solids and at in-
terfaces: Polarons, excitons and correlated electrons — eJuLia
STAHLER — Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin,
Germany

Optical excitation of solids can lead to various interesting non-
equilibrium phenomena that occur on electronic time and energy
scales. These, for instance, involve the interaction of excited charge
carriers among each other as well as with the lattice degrees of freedom.
Key ingredient for such many-body effects is the Coulomb interaction
and, importantly, its screening. Modification of the latter on ultra-
fast timescales disturbs the balance of competing forces in a system
and can, thus, give rise to interesting transient properties. Exemplary
for the diversity of such many-body effects and their impact also on
the equilibrium qualities of materials, I will discuss the following three
phenomena:

(i) Ultrafast dynamics of charge injection, trapping and polaronic
stabilization during the birth of a solvated electron [1]

(ii) Femtosecond electron relaxation and ultrafast formation of ex-
citons at polar and non-polar ZnO surfaces [2]

(iii) Instantaneous insulator-to-metal transition in photoexcited
monoclinic VOg [3]

[1] J. Stéhler et al. J. Am. Chem. Soc. 137, 3520 (2015)

[2] J.-C. Deinert et al. Phys. Rev. Lett. 113, 057602 (2014)

[3] D. Wegkamp et al. Phys. Rev. Lett. 113, 216401 (2014)

Special Talk O 36.3 Tue 14:30 H11
Ion beam modification of magnetic materials - revisited —
o JURGEN FASSBENDER — Helmholtz-Zentrum Dresden-Rossendorf

Location: H11

In 2009 the Gaede prize was awarded for the ion induced modifica-
tion and patterning of thin magnetic films. At that time most of the
investigations were dealing with the local modification of magnetic
anisotropies and exchange bias phenomena. In recent years we could
show that also other magnetic properties, e.g. magnetic relaxation
processes [1], can be tailored, but also the ferromagnetic state itself
can be created [2] or destroyed depending on the material system un-
der investigation. In particular the latter modifications open a route
to the creation of nanomagnets [3] and magnonic crystals [4] by local
ion irradiation. A current review will be given.

[1] M. Korner et al., Phys. Rev. B 88, 054405 (2013).

[2] R. Bali et al., Nano Lett. 14, 435 (2014).

[3] F. Roder et al., Sci. Rep. 5, 16786 (2015).

[4] B. Obry et al., Appl. Phys. Lett. 102, 202403 (2013).

O 36.4 Tue 15:00 HI11
of metal-organic interfaces
induced by chemisorption and surface stress change

eEBERHARD UwmBacHM2, FroOrRIAN PorLinGERD3, STEFAN
Scumirth?4, THOoMAS ScuMIDT?, HELDER MARCHETTO

Special Talk

Large-scale reconstruction

2 and AcHIM
ScuoLL! — 'Exp. Physik VII, Universitit Wiirzburg, Am Hubland,
97074 Wiirzburg — 2Fritz-Haber-Institut der MPG, Abt. CP, 14195
Berlin — 3Physikalisch-Technische Bundesanstalt, D-38116 Braun-
schweig — 4SPECS GmbH, D-13355 Berlin

The adsorption of large organic molecules on metal substrates can
have enormous influence on the topography, geometric structure, and
electronic properties of this interface provided that the interaction is
chemisorptive. Thus, under certain preparation conditions large scale
reconstructions may occur which originate from a significant change of
surface stress and may involve large mass transport. These reconstruc-
tions can lead to regular nano-patterns which are useable as templates
in a bottom-up approach in nanotechnology. More important could
be that such reconstructions may have considerable influence on the
electric and optical properties of metal-organic devices, and can even
lead to failure, if, e.g., the interface between metallic electrode and
adjacent organic layer changes under operating conditions.

The talk will address this topic using the archetype system PTCDA
on various Ag surfaces some of which are highly-indexed (vicinal). Re-
sults from various surface methods including STM, spectro-microscopy
and a cantilever bending method will be presented to analyze and in-
terpret the results.

O 37: Nanostructures at Surfaces Il

Time: Tuesday 14:00-16:00

Invited Talk O 37.1 Tue 14:00 S054
Metal Complexation of Sulfur on Coinage Metal Surfaces —
ePaTrIciA THIEL!, HoLLy WALEN!, Yousoo Kim?, JuNepyo Omn2,
Hyun JIN Yanc?, and Da-Jiane Liv® — llowa State University,
Ames, Iowa USA — 2RIKEN Surface and Interface Science Labora-
tory, Wako, Saitama Japan — 3Ames Laboratory, Ames, Iowa USA
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Location: S054

It is well known that chemisorbed chalcogens (oxygen, sulfur, sele-
nium) on metal surfaces can induce or lift surface reconstruction. Less
well-known is the fact that they can form metal-chalcogen complexes
in which the source of metal atoms is the surface itself. Chalcogens
can also impact the formation of metal nanostructures during metal
deposition, as well as the stability of such nanostructures. We focus
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on behavior for sulfur (S) on Cu, Ag, and Au surfaces at low coverage
(less than 0.1 monolayer) to avoid competition from surface recon-
structions, and at low temperature to ensure immobilization. Under
these conditions, complex formation is prominent for (111) surfaces of
Cu and Ag , where they are proposed to result in a strong destabi-
lization of monolayer islands by providing an alternative vehicle for
efficient surface mass transport. For Au(111), S lifts the herringbone
reconstruction, but does not produce complexes at low coverage. From
these and other studies, a common structural motif emerges: a S-M-
S staple-like unit that may be the dominant mass carrier at realistic
temperature.

O 372 Tue 14:30 S054

Bromine-functionalized pyrene derivatives on metal sur-
faces: self-assembly and on-surface polymerization — eBay V.
TraN!, TuaN AnH PuaMm!, Fr Soncg!, ManH THUoNG NGUYENZ,
MiLaN Kivara3, Lurz H. Gape?, and MEIKE STOHR! — !Zernike
Institute for Advanced Materials, University of Groningen, the Nether-
lands — 2The Abdus Salam International Center for Theoretical
Physics, Italy — 3Department of Chemistry and Pharmacy, University
of Erlangen-Niirnberg, Germany — * Anorganisch-Chemisches Institut,
University of Heidelberg, Germany

On-surface polymerization under ultrahigh vacuum conditions, an al-
ternative method compared to solution-based synthesis, is considered
as a promising route in the bottom-up approach for constructing novel
1D and 2D materials. One of the intriguing materials which can be
reliably obtained through on-surface polymerization based on Ullmann
coupling is graphene nanoribbons. On the other hand, the controlled
construction of sufficiently large 2D polymer networks still represents
a challenge.

In this work, we report on both the self-assembly as well as the on-
surface polymerization of bromine-functionalized pyrene derivatives on
Au and Cu surfaces. The experiments (combining scanning tunneling
microscopy (STM), low energy electron diffraction (LEED) and X-
ray photoelectron spectroscopy (XPS) measurements) were performed
under UHV conditions. Insight was obtained with respect to the struc-
tural and electronic properties of the as-deposited molecular monomers
as well as the polymer networks generated through thermal annealing.

O 37.3 Tue 14:45 S054
Properties of self-assembled molecular structures formed
by triarylamine derivatives on the KBr(001) surface —
oMARTIN GURRATH', CHRISTIAN STEINER?, SABINE MAIER?, and
BeErND MEYER! — lInterdisciplinary Center for Molecular Mate-
rials and Computer-Chemistry-Center, FAU Erlangen-Niirnberg —

2Department of Physics, FAU Erlangen-Niirnberg

Non-contact AFM measurements show that triarylamine molecules
with different functional end and side groups form a variety of 1D,
2D and 3D molecular assemblies on a KBr(001) substrate.

Using density-functional theory calculations we analyzed the
molecule-molecule and molecule-substrate interactions that lead to
the different growth modes.

First, a series of gas phase calculations of dimerization energies was
performed to determine the molecule-molecule interaction strength for
pi-stacking and different hydrogen bonding motifs.

Then, the binding configuration and binding strength of the
molecules on the KBr(001) substrate were determined by calculating
the adsorption energies of single molecules and dimers.

Finally, monolayer arrangements were derived from the most favor-
able dimer structures.

The analysis of the different contributions to the adsorption en-
ergy allows us to rationalize why specific structures are formed by
the molecules on KBr(001) and enables us to predict, how molecule—
molecule and molecule—substrate interactions can be tuned in order to
achieve 1D, 2D or 3D assembly of the molecules.

O 374 Tue 15:00 S054
Pyridyl-functionalized triarylamines self-assembled on
Au(111) — eLeonid Sorianyk!, Juan CarrLos MoreNo-LoPEz!,
Jun Lit, STeEraNo GoTTarDI!, UTE MEINHARDT?, MILAN KivaLaZ2,
and MEIKE STOHR! — 1Zernike Institute for Advanced Materials, Uni-
versity of Groningen, The Netherlands — ?Department of Chemistry

and Pharmacy, University of Erlangen-Niirnberg, Germany

The formation of 2D molecular architectures on surfaces with both a
predefined structure and desired catalytic/electronic properties is of
potential interest for the usage in future nanoelectronic devices while
self-assembly is a valuable tool for building these nanostructures. In
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our work, we investigated the self-assembly of pyridyl-functionalized
triarylamines on the Au(111) surface by scanning tunneling microscopy
at 77K and low energy electron diffraction. For deposition of submono-
layer coverage onto Au(111) held at room temperature, a close-packed
phase as well as a hexagonal nanoporous network were observed to co-
exist. The close-packed phase is stabilized by hydrogen bonding while
the nanoporous network is held together by metal-ligand interactions
with native gold atom(s). Thermal annealing at 180°C results in the
exclusive formation a second hexagonal nanoporous network with a
larger pore size. The structural models and the intermolecular as well
as the molecule substrate interactions are discussed for the mentioned
structures.

0 37.5 Tue 15:15 S054
Self-assembly and on-surface coupling of a carbonyl-bridged
triphenylamine derivative — eMAaxiMILIAN AMMON!, ZECHAO
Yanc!, Tim SANDER!, PaTrick SErTz!, MiLaN KivaLa?, and SABINE
Maier! — !Department of Physics, FAU Erlangen-Niirnberg, Ger-
many — 2Department of Chemistry and Pharmacy, FAU Erlangen-
Niirnberg, Germany

Carbonyl-bridged triphenylamines are versatile planar m-systems for
the formation of self-assembled and covalent honeycomb networks.
Here we present a low-temperature scanning tunneling microscopy
(STM) study on the self-assembly of amino-functionalized carbonyl-
bridged triphenylamine derivatives. On Au(111), we find hydrogen-
bonded porous networks after evaporation at room temperature. The
bonding motif is similar to the one expected in gas phase, which demon-
strates a weak molecule-surface interaction. In contrast on Ag(111) the
strong interaction between the carbonyl groups and the metal promotes
metal-ligand bonded networks at room temperature. The bridging car-
bonyl groups are suitable for Schiff-base type coupling reactions, which
proceed, compared to the Ullmann coupling, at lower temperatures
and leave no reaction side products on the surface [1]. We will discuss
results on the covalent coupling by post annealing on both surfaces.

[1] S. Weigelt, C. Busse, C. Bombis, et al., Angewandte Chemie 119,
9387-9390 (2007)

0 37.6 Tue 15:30 S054
On-Surface Reductive Coupling of Aldehydes on Au(111) —
e0Oscar Diaz Arapol2, HARRY MoNIG12, JORN-HOLGER FRANKE?,
ALExXANDER TiMMmeERY2, PuiLipp HeLp?, ArMipo STUuDER?*, and
HaraLp Fucas!2 — 1Physikalisches Institut, Westfilische Wilhelms-
Universitit, Miinster, Deutschland — 2Center for Nanotechnology
(CeNTech), Miinster, Deutschland — 3Department of Physics, Univer-
sité Libre de Bruxelles, Bruxelles, Belgium — *Organisch-Chemisches

Institut, Westfalische Wilhelms-Universitéat, Miinster, Deutschland

The on-surface covalent coupling of organic molecules has been shown
to have great potential as a promising approach for the bottom-up de-
sign of novel functional organic nanomaterials. Herein we report the
C-C coupling of a terephthaldehyde to produce polyphenylene viny-
lene oligomers on a Au(111) surface. Scanning tunneling microscopy
and photoelectron spectroscopy experiments revealed the success of
the covalent coupling after oxygen dissociation and subsequent des-
orption from the surface. These results, together with density func-
tional theory calculations, showed that the typical diolate-mediated
reaction mechanism for the reductive coupling of carbonyls does not
apply in this case. Instead, the reaction proceeds after C-H activation
of the aldehyde moiety followed by a two-step deoxygenation process
involving reactive sites on the substrate. With this on-surface synthe-
sis approach, nanostructures with tunable optoelectronic properties on
substrates can be developed, thus increasing the existing pool of suit-
able reactions for the growth of organic nanostructures on surfaces.

0 37.7 Tue 15:45 S054
Disaccharide self-assembly on metal surfaces — eSABINE ABB!,
LupcerR HARNAU!, CHRIsTIAN ScHON!, JuaN CORTEs2, STEPHAN
RauscHENBacH!, and Kraus Kernb3 — IMax Planck Institute for
solid state research, Stuttgart, Germany — 2Centre national de la
rechereche scientifique, LAAS, Toulouse France — 3Ecole Polytech-
nique Fédérale de Lausanne, Switzerland

Saccharides are involved in almost every biological process, including
signal transducing, cell-adhesion and differentiation. However, the in-
teractions of saccharides adsorbed on a surface are not well understood
on a molecular level. While the physical properties differ, the chem-
ical structure of the monosaccharide building blocks is very similar -
they all are structural and stereo isomers of the chemical sum formula
CgH1206. Their vastly different behavior follows from rather subtle
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differences in the placement of OH-groups in the molecules.

In this study we investigate the self-assembly of the disaccharides
sucrose and trehalose on Cu(100) by STM. Electrospray ion beam de-
position (ES-IBD) enables us to deposit these non-volatile molecules on
the surface in ultra-high vacuum as negatively charged molecular ions.
After deposition of a submonolayer coverage, we observe self-assembly

of ordered 2D nanostructures as well as single molecules.

Based on our observations combined with molecular dynamics and
energy landscape calculations, we can propose a model for the dif-
ferent disaccharide assemblies elucidating the influence of the isomers
on the assembly behavior. Moreover, imaging of saccharides may be
applicable to characterize branched polysaccharides.

O 38: Spintronics

Time: Tuesday 14:00-16:00

O 38.1 Tue 14:00 S051
Skyrmion a la carte: Engineering magnetic skyrmions at
transition-metal multilayers — eBEerTrRAND DupE!, Gustav
BIHLMAYER?, MARIE BOTTCHER!, STEFAN BLUGEL?, and STEFAN
Heinze! — lInstitute of Theoretical Physics and Astrophysics, Uni-
versity of Kiel, 24098 Kiel, Germany — 2Peter Griinberg Institut & In-
stitute for Advanced Simulation, Forschungszentrum Jiilich and JARA,

52425 Jiilich, Germany

Due to their unique topological and dynamical properties skyrmions
in magnetic materials offer attractive perspectives for future spin-
tronic applications [1]. Recently, it has been discovered that magnetic
skyrmions can also occur in ultra-thin transition metal films at sur-
faces [2,3]. However, so far only skyrmions at interfaces with a single
atomic layer of a magnetic material were reported, which greatly limits
their potential for application in devices. Here, we predict the emer-
gence of skyrmions in [4d/Fes/5d], multilayers, i.e. structures com-
posed of Fe biatomic layers sandwiched between 4d- and 5d-transition-
metal layers [4]. In these composite structures, the exchange and the
Dzyaloshinskii-Moriya interactions, which control skyrmion formation,
can be tuned separately by the two interfaces. This allows engineering
skyrmions as shown by density functional theory and spin dynamics
simulations. [1] A. Fert, et al., Nature Nano. 8, 152 (2013). [2] N.
Romming, et al., Science 341, 636 (2013). [3] B. Dupé, et al., Na-
ture Comm. 5, 4030 (2014). [4] B. Dupé, et al., submitted (arXiv
:1503.08098).

O 38.2 Tue 14:15 S051
Multichannel-Spin-Polarimetry for the Analysis of Spin-
Transport in Metal-Organic Interfaces — eERIK SCHAEFER!:2,
MaRrTIN KRAMER!, DMYTRO KUTNYAKHOV!, KATERINA MEDJANIK!,
GERD ScHONHENSE"2, and HaNs-Joacuim ELMmERs!»? — Institut fiir
Physik, Johannes Gutenberg-Universitit, Mainz — 2Graduate School

Materials Science in Mainz, Mainz

Spin- and angular resolved photoemission spectroscopy has become the
key technique for the investigation of electronic properties of promis-
ing spintronic materials. In contrast to conventional photon optics,
an effective spin polarization analysis of a given electron beam is dif-
ficult. Since organic materials tend to degrade within a short period,
a massive reduction of spin-resolved data acquisition time is crucial.
The recent developed multichannel spin- and angle-resolved photoe-
mission spectroscopy [1] solves this issue by enhancing the figure of
merit by several orders of magnitudes. Ir(001) shows high potential
for the use as a scattering target in multichannel spin analysis [2]. A
new Ir(001) multichannel spin-detection system was constructed and
the important quantities and efficiency of the system were determined.
Spin- and angle-resolved photoemission spectroscopy of thin iron films
on W(110) were performed.

Founded by Stiftung Rheinland Pfalz fiir Innovation (project 1038)
[1] M. Kolbe et al., Phys. Rev. Lett. 107, 207601 (2011)

[2] D. Kutnyakhov et al., Ultramicroscopy 130, 63-69 (2013)

O 38.3 Tue 14:30 S051
Spin-resolved ToF momentum-microscopy of anomalous sur-
face states on W(110) — eD. KurnvakHov!, S.V. CHErNOV!,
R. WaLrauver!, K. Mepsanik?, S.A. Nepuko!, C. Tuscur3, M.
ErLcura®, S. Borek?, J. Braun?, J. MinAr®®, H. EBerr?, H.J.
ELMmers', and G. ScuONHENSE! — lInstitut fiir Physik, Uni-Mainz
— 2MAX IV Lab., Lund, Sweden — 3MPI fiir Mikrostrukturphysik,
Halle — *Dep. Chemie, LMU Miinchen — ®University of West Bo-
hemia, Pilsen, Czech Republic

Spin-resolved bandmapping of anomalous surface states on W(110)
has been performed via time-of-flight (ToF) momentum microscopy
with an imaging spin-filter using synchrotron radiation at the beam-
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line U125-NIM at BESSY II (hv=22 eV). 3D (k,k,,Ep)-maps in the
full surface Brillouin zone with 3.4 A~1 dia. and 4 eV binding energy
range were measured simultaneously, resolving 2.5 x 10° voxels without
and more than 10% voxels with spin resolution. Similar to our recent
experiment on Mo(110) [1] the results give evidence for d-like surface
resonances in the spin-orbit induced partial band gap. In agreement
with previous results [2], we find the dispersing state with Dirac-like
signature and Rashba spin texture crossing the bandgap at the T-point
and Ep=1.25 eV. A second linear band crossing occurs close to the
midpoint between T' and N at Eg=0.8 V. Results are compared with
one-step photoemission calculations in its density matrix formulation.

Funded by BMBF (05K13UM1, 05K12EF1, 05K13WMA). [1] Cher-
nov et al., Ultramicroscopy, (2015), doi:10.1016 /j.ultramic.2015.07.008;
[2] Miyamoto et al., PRL 108, 066808 (2012)

O 38.4 Tue 14:45 S051
Spin-polarized electron energy loss spectrometer with detec-
tion of final state spin polarization — eDmMITRY VASILYEV and
JURGEN KIRSCHNER — Max-Planck Institut fiir Mikrostrukturphysik,
Halle, Germany

Spin polarized electron energy loss spectroscopy (SPEELS) allows
to investigate Stoner excitations, as was demonstrated 30 years ago.
Based on theory one should expect structured energy loss spectra with
features on the scale of less than 1 eV. The spectra should change with
varying the incidence angle by a few degrees, and the primary energy
of electrons by less than 1 eV. However, this was not observed at that
time. We have developed a new SPEELS apparatus with the detec-
tion of final state spin polarization. The new spectrometer allows us
to see all the expected features. Spin-polarized electrons are generated
via photoemission from GaAs-based superlattice. The direction of the
electron spin can be changed by varying the light helicity. Addition-
ally the magnetization of the target can be reversed. A multichannel
spin detector is used for the measurement of the spin-polarization of
the outgoing electrons. It is based on spin dependent reflection from
pseudomorphic Au on Ir (001). This system provides high polarization
sensitivity, up to 80%, and more that 8 months lifetime in ultrahigh
vacuum. The measurement of intensity asymmetries for opposite mag-
netization directions allows to distinguish between spin-orbit asymme-
try and exchange asymmetry. Together with detection of the spin-
polarization of the outgoing electrons it allows to determine relative
transition probabilities for each of the four partial intensities.

O 38.5 Tue 15:00 S051
Ab initio investigation of a novel spin-filter: Graphene
on Ir(111) — eCurisTiaAN MENDE!, STEPHAN BOREK!, JURGEN
Braun!, Gustav BiHLMAYER?, DiMa KuTNyakHOV3, HANS-JOACHIM
ELmiRs®, GERD ScHONHENSE®, JAN MINAR'4, and HUBERT EBERT!
— 1Ludwig-Maximilians-Universitit Miinchen — 2Forschungzentrum
Jiilich — 3Johannes-Gutenberg-Universitdt Mainz — 4University of
‘West Bohemia Pilsen

For the determination of the spin-polarized band structure in angle-
resolved photoemission (ARPES) experiments an application of ma-
terials as reflection mirrors is recommended. For this purpose one
uses the spin-dependent scattering of photoelectrons from suitable sur-
faces based on either exchange or spin-orbit induced scattering. We
present our calculations of spin-polarized low energy electron diffrac-
tion (SPLEED) patterns for the clean Ir(111) and the Graphene cov-
ered Ir(111) surface. For these materials the electron scattering is
strongly influenced by spin-orbit interaction whereas the Graphene
layer provides a longer lifetime of the spin-polarizing mirror due to its
inert properties concerning surface contamination. Based on ab initio
calculations of the electronic structure we obtained diffraction patterns
over a wide range of kinetic energies and polar angles to determine
the applicability of the Ir(111)+Graphene system as spin-polarizing
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mirror. Additionally we investigated ARPES spectra to connect the
electronic structure calculations to the corresponding experiment.

O 38.6 Tue 15:15 S051
Ab initio calculation of SPLEED patterns for the Ir(111) sur-
face — eSTEPHAN BoOREK!, JURGEN Braun!, JAN MINAR!:2, Dima
KurNyakHov3, Hans-JoacHIM ELMERs?, GERD SCHONHENSES,
and Huerr EBErT! — !Ludwig-Maximilians-Universitdt Miinchen
— 2University of West Bohemia Pilsen — 3Johannes-Gutenberg-

Universitat Mainz

Recent investigations have shown that the Ir(100) surface is a promis-
ing candidate for spin-filter application [1]. In our studies we investi-
gated the Ir(111) surface and its applicability for spin-filter purposes.
Accordingly, diffraction patterns of spin-polarized electrons scattered
on the surface have been calculated for a wide range of polar angles and
kinetic energies. The calculated diffraction patterns show more suit-
able working points in comparison to the standard Ir(100) surface ex-
tending the spin-filter versatility. In addition we looked for deviations
of the scattering plane from high symmetry directions I' M and T K in
the surface Brillouin zone and its impact on the diffraction patterns.
To complement the SPLEED calculations we calculated angle-resolved
photoemission spectra to characterize the underlying electronic struc-
ture.

[1] D. Kutnyakhov et al. Ultramicroscopy 130, 63 (2013)

O 38.7 Tue 15:30 S051
Determining excitation pathways at the Cobalt/Alq3 inter-
face — ePHILIP THIELEN!2, ANNA-KATHARINA MAHRO!, BENJAMIN
STADTMULLER', Mirko CINCHETTI', and MARTIN AESCHLIMANN!
— 1Fachbereich Physik and Research Center OPTIMAS, Technische
Universitat Kaiserslautern, Erwin-Schrédinger-Str. 46, 67663 Kaiser-
slautern, Germany — 2Graduate School of Excellence Materials Sci-
ence in Mainz, Gottlieb-Daimler-Str. 47, 67663 Kaiserslautern, Ger-
many

One of the fundamental questions in molecular spintronics consists in
understanding the properties of hybrid interfaces between molecules

and ferromagnetic metals. Recently, it was shown that the inter-
face state between a thin layer of the metalorganic complex tris(8-
hydroxyquinolinato)aluminium (Alg3) and a cobalt surface acts as a
spin filter due to the prolonged spin-dependent trapping of electrons
[1]. The excitation of spin-polarized electrons into such hybrid inter-
face states can take place either directly from the cobalt in a coherent
process or in an indirect, incoherent process, e.g. via charge transfer.
‘We show that we can disentangle coherent and incoherent excitation
pathways using a phase-stabilized two-pulse correlation experiment.
We discuss the possible implications of our findings regarding the op-
tical control of spin-polarized electrons at hybrid interfaces.

References: [1] S. Steil, N. Grofmann, M. Laux, A. Ruffing, D.
Steil, M. Wiesenmayer, S. Mathias, O. L. A. Monti, M. Cinchetti and
M. Aeschlimann, Nature Physics 9, 242 - 274 (2013)

O 38.8 Tue 15:45 S051
Energy Dispersion and Spin Structure of Unoccupied States
of BiTel: A Matter of Surface Termination? — eCHRISTIAN
LANGENKAMPER!, Koji Mrvamoro!, ANnke B. ScumipT!, PETER
KrUGER?, and MarkuUs Donaru! — 1Physikalisches Institut, West-
falische Wilhelms-Universitat Miinster, Germany — 2Institut fiir Fest-

korpertheorie, Westfalische Wilhelms-Universitat Miinster, Germany

‘We present a combined experimental and theoretical study on the un-
occupied electronic structure of BiTel along the I-K direction. We
performed spin-resolved inverse-photoemission experiments on samples
with different surface termination, Te and I.

For the two surface terminations we found distinct differences in the
energy dispersion of the surface states around T, which are caused by
band bending. In contrast, this effect is not observed around the K
point. With the help of ab initio band-structure calculations we iden-
tify the observed states as bulk states, not influenced by band bending.

In addition, we studied the spin structure of the unoccupied bands.
Around the T point, we found a Rashba-type in-plane spin polarization.
Upon approaching K, the direction of the spin polarization rotates from
fully in-plane to out-of-plane. This spin texture is in accordance with
the crystal symmetry and independent of the surface termination.

O 39: 1D Metal Wires on Semiconductors Il

Time: Tuesday 14:00-16:00

0 39.1 Tue 14:00 S052
Infrared Plasmonic Investigation of Band Filling-Induced
Metal-to-Insulator Transition in Au Chains on Si(111)-5x2-
Au — eFaBiaN HoTzeL!, KaoRrI SEINO?, FRIEDHELM BECHSTEDTZ,
and ANNEMARIE Pucct! — 1Kirchhoff-Institut fiir Physik, Universitét
Heidelberg, Heidelberg, Deutschland — 2Institut fiir Festkdrpertheorie
und -optik, Universitdt Jena, Jena, Deutschland

The investigation of infrared plasmon polaritons on the Si(111)-5x2-
Au surface underlines the metallic character of the system [1] and its
Kwon-Kang atomic structure model [2] with seven Au atoms per 5x2
surface unit cell. However, upon evaporating an additional 0.1 mono-
layer Au amount, the system undergoes a metal-to-insulator transition
[3] but the 5x2 symmetry remains unchanged as proven by reflection
high energy electron diffraction. This phase transition was in situ
observed by means of the infrared plasmonic signal attenuation with
coverage. Band-structure calculations reveal that the transition is in-
duced by band filling of the one-dimensional half-filled band at the
Fermi energy. The insulating phase represents an indirect semicon-
ductor with a band gap of 0.29 eV. Moreover, a new surface structure
model with eight Au atoms per unit cell, including the additional Au
atoms, is developed for the 5x2 symmetry. By annealing the system,
the plasmonic signal is recovered which shows that the phase transi-
tion is reversible. This contribution is part of the DFG Research Unit
FOR 1700.

[1] Hotzel, F. et al. Nano Lett. 2015, 15, 4155-4160.

[2] Kwon, S. G. et al. Phys. Rev. Lett. 2014, 113, 086101.

[3] Hotzel, F. et al. J. Phys. Chem. Lett. 2015, 6, 3615-3620.

0 39.2 Tue 14:15 S052
Optical monitoring of Ag nanostructures on Si(557) —
eSanpHYA CHANDOLA!, EUGEN SPEIsER!, JocHEN RATHEL!, ULRICH
Kriea?, CurRIsTOPH TEGENKAMP2, HERBERT PFNUR?, and NORBERT
Esser! — lLeibniz-Institut fiir Analytische Wissenschaften - ISAS
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- e.V., Department Berlin, Schwarzschildstrafte 8, 12489 Berlin, Ger-
many — 2Leibniz Universitat Hannover, Institut fiir Festkorperphysik,
Appelstrafle 2, 30167, Hannover, Germany

The optical response of the Si(557)-Ag surface has been studied with
reflectance anisotropy spectroscopy (RAS) from 0.5 to 5 V. Using the
Si(557) surface as a template, various quasi-one dimensional (1D) Ag
structures were grown and substantial differences between the struc-
tures were observed with RAS. At ~ 0.3 ML of Ag, 1D chain structures
were observed with STM and a large anisotropic response developed
at 2.5 eV, related to the formation of Ag nanowires which are semi-
conducting. Further deposition up to 1.2 ML of Ag resulted in the
formation of the (v/3 x v/3) phase. The anisotropy at 2.5 eV disap-
peared and the overall optical response showed substantial modifica-
tion. Small amounts of Ag, from 0.03 ML to 0.1 ML of Ag, were then
deposited on the (v/3 xv/3) surface to monitor the effects of doping on
these structures. The RAS response showed a significant anisotropy
towards the infrared for small amounts of doping. As RAS is only sen-
sitive to the anisotropic optical response, which arises from stepped
and facetted regions of the surface, it can be a sensitive tool to moni-
tor the effects of excess Ag atoms concentrated at the step sites of the
Si(557) surface which are supposed to be responsible for the doping
mechanism.

0 39.3 Tue 14:30 S052
Fabrication of one-dimensional arrays of magic clusters us-
ing a vicinal Si surface as a template — eMARTIN FrRANZ, JULIA
ScHMERMBECK, and MARIO DAHNE — Technische Universitiat Berlin,
Institut fiir Festkorperphysik, 10623 Berlin, Germany

Self-assembled magic clusters on surfaces are fascinating not only from
a fundamental scientific point of view, they are also promising candi-
dates to employ such zero-dimensional nano objects in future appli-
cations such as high-density memory devices or in catalysis. In the
present work, magic In clusters that form on the Si(111)7 X 7 sur-
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face are used as a model system to study how the array formation
affects the electronic properties and to explore the possibility to pro-
duce one-dimensional (1D) arrays of magic clusters. For this purpose,
scanning tunneling microscopy and spectroscopy are empoyed. The
basic properties of these clusters, such as the atomic structure and the
preparation procedure, are well known. In addition, it is possible to
produce perfectly ordered two-dimensional (2D) arrays of these clus-
ters on planar Si(111)7 x 7 samples. In the present work, different
electronic properties and in particular different energy gaps are ob-
served for clusters forming in the faulted and unfaulted half unit cell
of the 7 X 7 reconstruction as well as for clusters neighboring other
clusters. Furthermore, the Si(557) surface, which is a vicinal surface
with narrow Si(111) terraces, is used as a template resulting in the
formation of two different types of 1D arrays, similar to the two types
of 2D arrays that are found on the planar Si(111) surface. This work
was supported by the DFG through FOR 1282 project D.

0 39.4 Tue 14:45 S052
Selective One-Dimensional Growth of an Alkyl-Sugar Func-
tionalized Ferrocene of Graphite — e THIRUVANCHERIL (GOPAKU-
MAR, PRITHWIDIP SAHA, KHUSHBOO YaDpAv, SHIBIN CHAKO, and
RaMmEsH RAMAPANICKER — Department of Chemistry, Indian Insti-
tute of Technology Kanpur, Kanpur 208016, India

Ferrocene molecules are interesting class of semi-conducting organo-
metallic molecules because of their excellent redox efficiency. In addi-
tion the redox potentials may be manipulated substantially by altering
functional groups attached directly to Ferrocene. Here we show, us-
ing AFM, selective one-dimensional growth of an alkyl-sugar function-
alized Ferrocene molecule on graphite basal plane. The assembly is
driven by formation of Ferrocene dimers. The one-dimensional growth
selectivity is further enhanced by adding a keto (-C=O) group in the
alkyl part of alkyl-sugar group. The growth of elongated molecular
islands is only limited by terrace edges or other molecular islands and
is controlled by additional inter-dimer hydrogen bonding between keto
group and alkyl -C-H groups.

O 39.5 Tue 15:00 S052
Growth and electronic structure of Tb disilicide nanowires
on vicinal Si(111) surfaces — eSTEPHAN APPELFELLER, MARTIN
Franz, CHRISTIAN HASSENSTEIN, LARS FRETER, HANS-FERDINAND
JirscHIK, and Mario DAHNE — Institut fiir Festkorperphysik, Tech-
nische Universitat Berlin, Hardenbergstrafte 36, 10623 Berlin

One-dimensional metals may be useful for future applications, but they
are especially interesting due to their unique physical phenomena, e.g.
Luttinger liquid behavior or the Peierls transition. Vicinal substrates
can enable the formation of such nanowires, when thin metallic films
grow exclusively on well separated, narrow terraces. TbSis forms well
ordered metallic monolayer films on planar Si(111) [1]. Here, the
nanowire formation of ThSiz on various vicinal Si(111) samples was
investigated. Structural information, e.g. dimensions and edge charac-
teristics, were obtained by scanning tunneling microscopy and confirm,
together with the electronic properties obtained by core-level photoe-
mission spectroscopy, the growth of TbSiz. Furthermore, the electronic
dimensionality of the nanowires, which is illustrated by their Fermi sur-
faces, was determined using angle resolved photoemission spectroscopy.

This work was supported by the DFG (FOR1700, project E2). We
kindly acknowledge the support of K. Horn and coworkers and of
BESSY, where the photoemission experiments were carried out at the
beamlines UE56/2 PGM-1 and PGM-2.

[1] M. Franz, J. Grofe, R. Kohlhaas, and M. Dahne, Surface Science
637, 149 (2015).

0 39.6 Tue 15:15 S052

Strain induced quasi one-dimensional rare earth silicides
structures on Si(111) — eFrEDERIC TiMMER!, ROBERT OELKE!,
MARTIN FRrRANz2, STEPHAN APPELFELLERZ, MaRio DAHNEZ, and
JoacHiM WoLLscHLAGER! — !Fachbereich Physik, Universitit Os-
nabriick, Barbarastr. 7, 49076 Osnabriick, Germany — 2Institut fir
Festkorperphysik, Technische Universitdt Berlin, Hardenbergstr. 36,

10623 Berlin, Germany
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Rare earth elements (REE) covered silicon surfaces have been in the
focus of research for more than 30 years due to their unique proper-
ties. For instance, thin REE-silicide films on n-type Si(111) possess
very low Schottky-barriers in conjunction with an abrupt surface mak-
ing them interesting as ohmic contacts. Furthermore REE-nanowires
might be applicable as interconnects in future nanodevices or as plas-
monic waveguides due to their quasi one-dimensional structure.
Here, we report on a 23 x /3) R30° reconstruction for REE cov-
erages exceeding 1 ML which is therefore related to the well-known
V3 x /3) R30° reconstruction. We characterize the structure of

the silicide films by means of Low Energy Electron Diffraction (LEED)
including Spot Profile Analysis (SPA-LEED) and Scanning Tunneling
Microscopy (STM). The stoichiometry of the films and their growth
mode is studied by Auger Electron Spectroscopy (AES). Combining ex-
perimental results, we develop a complex model for the reconstructed
surface including formation of quasi one-dimensional structures, due
to striped domains.

0 39.7 Tue 15:30 S052
Local transport measurements on terbiums-silicide nanowires
— oFREDERIK EDLER!, ILI0 MiccoLi!, HERBERT PFNUR!, STEPHAN
APPELFELLER?, MaRrIo DAHNEZ, SiMONE Sanna?, Worr G.
ScumipT3, and CHrisToPH TEGENKAMP! — lInstitut fiir Festkor-
perphysik, Leibniz Universitdt Hannover, 30167 Hannover — 2Institut
fiir Festkorperphysik, TU Berlin, 10623 Berlin — 3Lehrstuhl fiir The-
oretische Physik, Universitdt Paderborn, 33098 Paderborn

Metal silicide wires play an important role in electronics as ohmic con-
tacts and gate electrodes due to their very low resistivity. Rare-earth
(RE) metals (eg. Tb, Dy, Er, Y) can be used to grow long, extremely
thin nanowires because of uniaxial lattice matching with Si which could
be used for additional downscaling of Si based technology.

The transport properties of Tb silicide wires have been studied via
4-tip STM/SEM system. The SEM allows a fast characterization of
sample quality and precise positioning of feedback controlled STM tips,
enabling gentle contacts and transport measurements on a nm-scale.
Moreover, the STM was used to correlate the surface morphology of
nanowires with transport findings.

Our measurements reveal three types of metallic wires mainly depend-
ing on the growth parameters. Further analysis shows that the resis-
tivity is strongly depending on the height of wires, which is increased
for small heights. The data can be perfectly described by a theoretical
model taking into account the surface roughness and lateral surface
correlation. STS reveals that the wires are electronically decoupled
from the Si substrate in agreement with recent DFT calculations.

0 39.8 Tue 15:45 S052
Capping of rare earth silicide nanowires on Si(001) —
eSTEPHAN APPELFELLER!, MARTIN FrRANzZ!, MiLaN Kusicki!, PauL
REiss?, TorE NIERMANNZ, MARKUS ANDREAS SCHUBERT?, MICHAEL
LeaMaNN?, and Mario Dinne! — lInstitut fiir Festkérperphysik,
TU Berlin, 10623 Berlin — 2Institut fiir Optik und Atomare Physik,
TU Berlin, 10623 Berlin — 3IHP - Leibniz-Institut fiir innovative
Mikroelektronik, 15236 Frankfurt (Oder)

Rare earth silicide nanowires are promising candidates for the use of
one-dimensional metals in future applications, but they are not stable
under ambient conditions. Thus, a protective layer is needed. Here,
the capping of Tb and Dy silicide nanowires grown on Si(001) by Si
overlayers was studied using scanning tunneling microscopy and cross-
sectional high-resolution transmission electron microscopy, also with
energy dispersive X-ray analysis. Amorphous Si films deposited at
room temperature allow an even capping, while the nanowires main-
tain their original structural properties. Subsequent recrystallization
by thermal annealing leads to more compact nanowire structures and
to troughs in the Si layer above the nanowires, which may even reach
down to the nanowires in the case of thin Si films, as well as to V-
shaped stacking faults forming along {111} lattice planes. This be-
havior is most probably related to strain due to the lattice mismatch
between the Si overlayer and the nanowires.
This work was supported by the DFG (FOR1700, project E2).
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O 40: Heterogeneous Catalysis: Experiment

Time: Tuesday 14:00-16:00

O 40.1 Tue 14:00 S053
Bimetallic redox interactions in model Pt-Sn-CeO» catalysts
for fuel cell applications — eA. Nerrzer!, Y. Lyknacu!, N.
Tsup?, T. SkALa2, M. VorokHTA2, K. C. PRINCE®, V. MATOLINZ,
and J. LiBupa! — 'FAU Erlangen-Niirnberg, Germany — 2Charles
University in Prague, Czech Republic — 2Elettra-Sincrotrone Trieste,

Ttaly

We investigated bimetallic Pt-Sn interactions as a function of the ox-
idation state of Pt and Sn in model Pt-Sn-CeOg2 catalysts by syn-
chrotron radiation photoelectron spectroscopy and resonant photoe-
mission spectroscopy. The corresponding experiments involved model
Sn-CeO2 and Pt-CeO2 mixed oxide films prepared on a stoichiometric
CeO2(111) buffer layer on Cu(111l). Both systems are characterized
by excellent stabilities of Sn?t and Pt>T upon annealing to 700 K
in UHV. We found that deposition of metallic Sn® on Pt-CeO» films
initially leads to formation of Pt-Sn-CeO2 mixed oxides. At larger
amounts of SnY, we observed conversion of Pt2% to new species which
we assign to small Pt or PtO, particles. The following annealing of
the deposit to 700 K in UHV leads to complete reduction of Pt2+ but
does not yield Pt-Sn alloy nanoparticles. Stepwise deposition of Pt
on Sn-CeO2 films yields Pt-Sn alloy nanoparticles at the expense of
Sn?*. Subsequent annealing of the deposit in UHV to 750 K promotes
further Pt-Sn alloy formation. The surface composition of Pt-Sn-CeO2
catalysts was probed by CO adsorption at 110 K. We found that CO
adsorption at atop sites on the Pt-Sn nanoparticles is inhibited due to
thermally promoted alloying.

0O 40.2 Tue 14:15 S053
Physical and chemical properties of Au nanoparticles on
CeO2 supports in the CO oxidation reaction — eJoAcCHIM
BaNsMANN', GABRIELA KucerovAl, AymMAN ABD EL-MoOEMEN?, ALI
ABDEL-MaGEED!, and R. JUrcEN Beam! — lInstitute of Surface
Chemistry and Catalysis, Ulm University, D-89069 Ulm, Germany —
2Chemistry Department, Suez Canal University, Ismailia, Egypt

Au nanoparticles (NPs) on metal oxide surfaces are interesting cata-
lysts in the CO oxidation and water-gas shift (WGS) reaction. Here,
we will focus on the influence of different oxidic and reductive pre-
treatments of Au/CeO2 catalysts on the size and the oxidation state
of the Au NPs using ex-situ characterization techniques (XRD and
XPS) as well as in-situ methods such as XANES/EXAFS and diffuse
IR spectroscopy (DRIFTS). Reductive pre-treatments in CO generally
lead to smaller metallic particles, whereas the presence of oxidic species
results in slightly larger and partially oxidic Au NPs.

Moreover, using these in-situ spectroscopy techniques, we followed
the changes in the Au particle size and chemical state in the CO ox-
idation reaction after the different pre-treatments. Sintering/Ostwald
ripening process affect the catalytic activity by lowering the surface
area of Au which contributes to a decreasing reactivity. Additionally,
DRIFTS measurements offer insight into adsorption sites of CO on Au
NPs and the formation of carbonates and formates, which often block
active site in the CO oxidation reaction.

O 40.3 Tue 14:30 S053
Surface oxide on Pt(111) as the active phase for NO and
CO oxidation — eMATTHIJS VAN SPRONSEN', JoosT FRENKEN!,
and IRENE GrooT? — Huygens-Kamerlingh Onnes Laboratory, Lei-
den University, Leiden, The Netherlands — 2Gorlaeus Laboratories,
Leiden Institute of Chemistry, Leiden University, Leiden, The Nether-
lands

Pt find its main application in the automotive industry as a catalytic
converter. As catalyst, Pt transforms harmful exhaust gases to more
environment-friendly components. Technical catalysts are complex
and is often obscuring fundamental processes. Therefore, model cat-
alysts are frequently used. The simplest model catalyst is the close-
packed (111) surface. Even though this model catalyst has been stud-
ied for over 45 years, the main questions remain unsolved. How does
Pt oxidize? What is the atomic structures of the oxide(s)? And are
the structures stable under chemical reaction conditions?

We studied the oxidation of Pt(111) with the ReactorSTM, which
is an STM integrated with a small flow reactor. It allows to study the
atomic structure of surfaces under chemical reaction conditions (high
p& T).

68

Location: S053

This resulted in the observation of two novel structures, which were
identified as single-layer thick surface oxides. The first one consisted of
triangles forming spoked wheels, while the second one was a lifted-row
oxide. Both structures were also observed under NO oxidation reaction
conditions. These oxides contain weakly-bound oxygen atoms, which
should be very reactive.

0O 40.4 Tue 14:45 S053
CO and D30 chemistry on continuous and discontinuous
samaria thin films on Pt(111) — Jin-Hao Juanc!, eSimona
KeiL!, ANDREAS SCHAEFER?, VOLKMAR ZIELASEK', and MARCUS
BAuMmER! — lInstitute of Applied and Physial Chemistry, University
of Bremen, Germany — 2Division of Synchrotron Radiation Research,
Lund University, Sweden

The water-gas shift (WGS) reaction is among the most relevant for
sustainable chemistry and energy conversion. Exemplarily for mixed
metal — rare earth oxide WGS catalysts, the chemistry of CO and D20,
individually adsorbed or co-adsorbed, on epitaxial thin films and is-
lands of samaria on Pt(111) was studied by temperature programmed
desorption spectroscopy in ultra-high vacuum. The comparative study
indicates that Sm2O3 islands provide lattice oxygen at their perimeter
for oxidation of CO adsorbed on adjacent Pt area. However, the re-
duced SmO, islands are not fully reoxidized by subsequent exposure to
D20. Upon CO and D20 coadsorption, interaction between CO and
OD species at the perimeter of SmO, islands promotes Do formation
but does not yield CO2 as product. The study demonstrates the rel-
evance of structural details at interface sites between metal and oxide
for chemical reactions.

O 40.5 Tue 15:00 S053
High-pressure scanning tunneling microscopy during hy-
drodesulfurization catalysis — eRix V. Mowm!, JoosT W.M.
FreENkeEN'2 and IReNe M.N. Groor® — !Huygens-Kamerlingh
Onnes Laboratory, Niels Bohrweg 2, Leiden, The Netherlands —
2 Advanced Research Center for Nanolithography, Science Park 104,
Amsterdam, The Netherlands — 3Gorlaeus Laboratories, Einsteinweg
55, Leiden, The Netherlands

Many catalysts show reversible physical and chemical changes dur-
ing operation. To capture these changes, in situ studies at elevated
temperatures and pressures are essential. Using a home-built high-
pressure scanning tunneling microscope we have studied reversible
changes during the desulfurization reaction, in which sulfur is removed
from hydrocarbons.

CyHyS + Ho — CoHy + H2S

To mimic the industrial catalyst, MoS2 nanoparticles were deposited
on Au(111). We have studied the surface dynamics of this model
catalyst during the conversion of CHzSH to CHy4 in 1 bar of various
CH3SH/H2 mixtures at temperatures up to 250°C. From our obser-
vations, it is clear that the atomic arrangement of the active sites
depends on the gas environment. We show that the sulfur coverage
of the active sites during catalysis is higher than expected from DFT
equilibrium calculations [1]. We show that this can be explained by ki-
netic effects based on the high-energy barriers involved in the reaction.

[1] Lauritsen et al., Journal of Catalysis 221 (2004) 510-522

0 40.6 Tue 15:15 S053
In situ probing of structural changes in hydrogen activation
over ceria/Ru inverse model catalysts — eJaN INco FLEGE!,
JaN Hocker!, T. ONUR MENTES2, ALESSANDRO SALA2, ANDREA
LocateLLi?, TuoMmas ScuHMIDT!, Sanjava D. SENANAYAKES, and
JENs Farral — llnstitute of Solid State Physics, University of Bre-
men, Bremen, Germany — 2Sincrotrone Elettra, Trieste, Italy —

3Chemistry Department, Brookhaven National Lab, United States

Ceria is a highly versatile oxide and used in many catalytic applica-
tions today; however, its structure-function relation and true active
nature in chemical redox reactions are still not well understood. An
important example is the interaction of ceria with molecular hydro-
gen, which is an integral part of the hydrogenation process that pro-
duces methanol from CO3z. Here, employing a powerful combination
of electron spectromicroscopy with synchrotron radiation, low-energy
electron microscopy (LEEM), and micro-illumination diffraction anal-
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ysis, we follow in situ the complex structural transformations of a
well-defined ceria/Ru(0001) model catalyst system when exposed to a
reactive Ha environment [1]. We demonstrate that the transition from
CeOz2 to crystalline CeaO3 occurs through a mixture of transient, or-
dered cerium oxide phases whose average size is on the order of just
a few nanometers. Furthermore, these crystalline surface phases are
shown to exhibit characteristic intensity-voltage curves in low-energy
electron microscopy, which allow their spatial distribution to be imaged
in real space directly.
[1] J. Hocker et al., Adv. Mater. Interfaces, in press (2015).

O 40.7 Tue 15:30 S053
Yet another view on catalysts: probing surface rough-
ness with nm-scale sensitivity using visible light
e ANDRIY TARANOVSKYY!, WILLEM ONDERWAATERD®, GERTJAN VAN
BaarrLe!2, IRENE GrooT3, and JoosT FRENKEN? — 1Leiden Insti-
tute of Physics, Leiden, The Netherlands — ?Leiden Probe Microscopy
BV, Leiden, The Netherlands — 3Leiden Institute of Chemistry, Lei-
den, The Netherlands — *ARCNL, Amsterdam, The Netherlands —
S5ESRF, Grenoble, France

We have developed a flow reactor with an optical window which allows
us to measure the reflectivity of a catalytically active sample using a
625nm light source. We will show that we can relate the reflectivity
to surface roughness, even if the correlation length of the roughness
is much smaller than the wavelength of the light. We will show that

using this technique we can follow the roughening/smoothening of a
Pd(100) surface in space and time during switches between the ox-
idized and metallic state. We conclude that this easy yet powerful
technique provides complementary information to more local probes
such as STM and SXRD.

0O 40.8 Tue 15:45 S053
In-situ temperature measurement using chemoelectronic
nanodiodes — eJan PHiLiPP MEYBURG, DETLEF DIESING, and
Eckart HasseLBRINK — Fakultdt fiir Chemie, Universitat Duisburg-
Essen, Essen, Germany
Chemoelectronic nanodiodes based on metal-insulator-metal thin film
structures allow the detection of hot charge carriers that are excited
in the course of surface reactions. In this context, the Pt-catalyzed
oxidation of carbon monoxide is studied on a Pt—TasOs—Ta nanodi-
ode. In order to activate this surface reaction locally the nanodiode is
heated while the sample holder is held at a constant temperature be-
low 80 K. Thus, a temperature gradient results and an accurate in-situ
temperature measurement is required. During a continuous variation
of the potential between the Pt electrode and the Ta electrode a device
current is recorded that exhibits a temperature dependence. Conse-
quently, this current can be used in order to monitor the device tem-
perature. Therewith, exclusively the temperature of the nanoscopic
MIM volume is measurable during the reaction process.

O 41: Frontiers of Electronic Structure Theory: Focus on Topology and Transport |

Time: Tuesday 14:00-16:00

Topical Talk O 41.1 Tue 14:00 H24
Topological semimetals and chiral transport in inversion
asymmetric systems — eSHuicHlI MuRAkAaMI — Department of
Physics and TIES, Tokyo Institute of Technology, Tokyo, Japan

Weyl semimetals (WS) are semimetals with nondegenerate 3D Dirac
cones in the bulk. We showed that in a transition between different
72 topological phases, the Weyl semimetal phase necessarily appears
when inversion symmetry is broken. In the presentation we show that
this scenario holds for materials with any space groups without inver-
sion symmetry. Namely, if the gap of an inversion-asymmetric system
is closed by a change of an external parameter, the system runs ei-
ther into (i) a Weyl semimetal phase or (ii) a nodal-line semimetal,
but no insulator-to-insulator transition happens. This transition is re-
alized for example in tellurium (Te). Tellurium has a unique lattice
structure, consisting of helical chains, and therefore lacks inversion and
mirror symmetries. At high pressure the band gap of Te decreases and
finally it runs into a Weyl semimetal phase, as confirmed by our ab
initio calculation. We also theoretically propose chiral transport in
systems with such helical structures.

O 41.2 Tue 14:30 H24
Topological orbital magnetic moments — e MANUEL DOS SANTOS
Dias, JuBa Bouaziz, MoHAMMED BOUHASSOUNE, STEFAN BLUGEL,
and SAMIR Lounis — Peter Griinberg Institut and Institute for Ad-
vanced Simulation, Forschungszentrum Jiilich and JARA, D-52425
Jilich, Germany

Orbital magnetic moments are usually associated with the spin-orbit
interaction (SOI). We explore from first-principles how topological or-
bital magnetic moments (TOMs) can emerge in non-trivial magnetic
spin textures, even without SOI, justifying the ‘topological’ label.
Firstly, the case of magnetic trimers on the Cu(111) surface illustrates
the basic symmetry properties of the TOMs, and how to separate
their contribution from the usual SOI-driven orbital moments. We
then focus on the implications of TOMs for single magnetic skyrmions
formed in Pd/Fe/Ir(111) [1], considering their possible use in detecting
and distinguishing skyrmions from anti-skyrmions by optical means.

Work funded by the HGF-YIG Programme FunSilLab — Functional
Nanoscale Structure Probe and Simulation Laboratory (VH-NG-717).

[1] D.M. Crum et al., Nat. Comms. 6, 8541 (2015)

O 41.3 Tue 14:45 H24
The orbital Rashba effect — eDoncwook Gol'2, PaTrick BunL!,

69

Location: H24

Gustav BiHLMAYER!, YURlYy Moxkrousov!, Hyun-Woo Lege2, and
STEFAN BLUGEL! — llnstitute for Advanced Simulation and Peter
Griinberg Institut, Forschungszentrum Jiilich and JARA, D-52425
Jiilich, Germany — 2Department of Physics, Pohang University of
Science and Technology, 37673 Pohang, Korea

We present a new surface phenomenon called the orbital Rashba effect,
analogous to the spin Rashba effect. The effect is described by the or-
bital Rashba Hamiltonian, He,p g (k) = aorb-r L+ (2 xk), where L is the
orbital moment derived from atomic orbitals and o, is the orbital
Rashba constant. This leads to orbital-dependent energy splittings and
orbital texture in the k-space. The mechanism behind the emergence
of the Hyyp-gr (k) can be understood as the k-dependent magnetoelec-
tric coupling due to atomic orbital hybridization. In the presence of
intra-atomic spin-orbit coupling, the spin moment is aligned paral-
lel or antiparallel to the orbital moment, thus the spin Rashba effect
is recovered. As an example, we present a tight-binding and an ab
initio study of the Bi/Ag(111) surface alloy, where the hybridization
between a Ag s-orbital and a Bi p-orbital leads to the orbital Rasbha
effect that is dominant over the spin one. The orbital Rashba effect is
a key to new physics and to understanding spin-orbit driven physics
at surfaces and interfaces, such as Dzyaloshinskii-Moriya interaction,
non-collinear magnetism, etc.

O 41.4 Tue 15:00 H24
Spin and orbital magnetism of Rashba electrons induced by
magnetic nanostructures — eJuBa Bouaziz, MANUEL DOS SAN-
TOos Dias, Purvos MavrRoPouLOS, STEFAN BLUGEL, and SAMIR Lou-
Nis — Peter Griinberg Institut and Institute for Advanced Simulation,
Forschungszentrum Jiilich and JARA, D-52425 Jiilich, Germany

We explore theoretically the spin and orbital magnetism of Rashba
electrons in the presence of noncollinear impurity-induced magnetic
states. The Rashba electron gas mediates the Dzyaloshinksii-Moriya
interaction between magnetic impurities favoring chiral states [1]. Here
we investigate the back-action of such noncollinear magnetic states on
the Rashba electron gas. The presence and distribution of ground state
spin and orbital currents is analyzed. Surprisingly, when switching off
the spin-orbit coupling, chiral magnetic textures generate bound cur-
rents, which implies the existence of orbital magnetic moments orig-
inating solely from the peculiar topology of the impurities magnetic
moments. In the particular case of a single adatom with an out of
plane magnetic moment, we found circular currents flowing around the
magnetic impurity in agreement with the continuity equation for the
electric charge. Similar results were predicted for magnetic adatoms
on superconductor surfaces with a finite spin-orbit coupling [2].
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[1] J. Bouaziz et al. in preparation.
[2] S. S. Pershoguba et al. Phys. Rev. Lett. 115, 116602 (2015).

This work is supported by the HGF-YIG Programme VH-NG-717
(Functional Nanoscale Structure and Probe Simulation Laboratory).

O 41.5 Tue 15:15 H24
First-principles investigation of the impact of single atomic
defects on magnetic skyrmions — eImMaArRA L. FERNANDES,
BENEDIKT SCHWEFLINGHAUS, JUBA Bouaziz, STEFAN BLUGEL, and
SaMIrR Lounis — Peter Griinberg Institut and Institute for Advanced
Simulation, Forschungszentrum Jiilich & JARA, D-52425 Jiilich, Ger-
many

Chiral magnetic skyrmions are topological spin-swirling textures with
rich physics and technological potential in the field of information
storage. In a device, skyrmions certainly interact with defects and
imperfections resulting into pinning phenomena. We explore from
first-principles the non-trivial impact of 3d and 4d impurities on
the energetics, electronic and magnetic properties of single magnetic
skyrmions. Utilizing the newly developed Jiilich full-potential rela-
tivistic Korringa-Kohn-Rostoker Green function method [1], we focus
on topological magnetic objects of sub-5nm diameters stabilized in a
single ferromagnetic layer of Fe sandwiched between the Ir(111) surface
and one or two Pd layers, where the tunneling spin-mixing magnetore-
sistance (TXMR) was demonstrated theoretically [2] and experimen-
tally [3]. — Funding provided by the HGF-YIG Program VH-NG-717
and the CNPq (BRAZIL).

[1] D. S. G. Bauer, Schriften des Forschungszentrum, Key Tech. 79
(2014).

[2] D.M. Crum et al., Nat. Comms. 6, 8541 (2015).

[3] C. Hanneken et al., Nat. Nanotech. Doi:10.1038/nano.2015.218
(2015).

O 41.6 Tue 15:30 H24
Topological magnons: Any chance to find them?
e ALEXANDER Mook!, JUrRGEN HEeNk?, and INGRID MERTIG!:2
IMax-Planck-Institut fiir Mikrostrukturphysik, D-06120 Halle —
2Institut fiir Physik, Martin-Luther-Universitéit, D-06120 Halle

Topological magnon insulators (TMIs) have a nontrivial topology due
to the Dzyaloshinskii-Moriya interaction which results in spatially con-
fined edge states and, thus, energy and spin currents along their edges
[1,2]. Several systems have been identified as TMIs, for example,
Cu(1,3-benzenedicarboxylate) consisting of kagome planes [3], or the

family of ferromagnetic pyrochlore oxides, e. g., Lug V207, showing the
magnon Hall effect [4]. However, to date, no direct experimental ev-
idence of a topological magnon band has been provided, what comes
down to the small total width of the magnon dispersion relation and
the energy resolution of surface sensitive measurements.

We propose Fe3Sng as promising candidate for a TMI. The total
width of its magnon dispersion relation is large, and we determine
its nontrivial topology by constructing an effective spin Hamiltonian.
On this basis, we discuss signatures of topological magnon states that
should be looked for in experiments.

[1] L. Zhang et al., PRB 87, 144101 (2013); [2] A. Mook et al., Phys.
Rev. B 89, 134409 (2014); eidem, Phys. Rev. B 90, 024412 (2014); ei-
dem, Phys. Rev. B 91, 224411 (2015); eidem, Phys. Rev. B 91, 174409
(2015); [3] R. Chisnell et al., Phys. Rev. Lett. 115, 147201 (2015); [4]
Y. Onose et al., Science 329, 297 (2010).

O 41.7 Tue 15:45 H24
Acoustic magnons in the long-wavelength limit: resolving
the Goldstone violation in many-body perturbation theory
— eMatHIAs C.T.D. MULLER, CHRISTOPH FRIEDRICH, and STEFAN
BLUGEL — Peter Griinberg Institut and Institute for Advanced Simu-
lation, Forschungszentrum Jiilich and JARA, 52425 Jiilich, Germany

Ferromagnetic materials exhibit a spontaneously broken global rota-
tion symmetry in spin space leading to the appearance of massless
quasiparticles (zero gap) in the long-wavelength limit. These magnons
are formed by the correlated motion of electron-hole pairs with op-
posite spins, which we describe from first principles employing the
T-matrix formalism in the ladder approximation within the FLAPW
method [1]. Due to approximations used in the numerical scheme,
the acoustic magnon dispersion exhibits a small but finite gap at
I". We analyze this violation of the Goldstone mode and present an
approach that implements the magnetic susceptibility using a renor-
malized Green function instead of the Kohn-Sham (KS) one. This
much more expensive approach shows substantial improvement of the
Goldstone-mode condition. In addition, we discuss a possible correc-
tion scheme, that involves an adjustment of the KS exchange splitting,
which is motivated by the spin-wave solution of the one-band Hub-
bard model. The new exchange splittings turn out to be closer to
experiment. We present corrected magnon spectra for the elementary
ferromagnets Fe, Co, and Ni.

[1] E. Sasioglu et al., Phys. Rev. B 81, 054434 (2010); C. Friedrich
et al. Top. Curr. Chem. 347, 259 (2014).

O 42: Plasmonics and Nanooptics Ill: Infrared Microscopy

Time: Tuesday 14:00-16:00

O 42.1 Tue 14:00 H4
Determination of local variations in charge carrier concen-
trations of doped nanowires using infrared near-field mi-
croscopy — eLENA Junag!, RoBerr Ukropech?, FaBiaN Haas?,
HipE HARDTDEGEN?, THOMAS ScHAPERS?, and THoMAS TAUBNER!
— 11. Institute of Physics (IA), RWTH Aachen University, 52056
Aachen, Germany — 2Peter Griinberg Institut 9, Forschungszentrum
Jiilich, 52425 Jiilich, Germany

In scattering-type scanning near-field optical microscopy (s-SNOM),
optical near-fields are generated at the apex of a sharp illuminated
tip. The near-fields interact with the part of the sample in close prox-
imity to the tip, therefore the back-scattered light contains information
about the optical properties of the sample with a resolution only lim-
ited by the sharpness of the tip. We use this high resolution for the
investigation of local variations in the charge carrier density of doped
semiconductor nanowires (NW). Since the SNOM signals are related
to the dielectric function of the sample material, which in turn can be
connected to charge carrier density and mobility for doped semicon-
ductors by applying the Drude model, it is possible to determine these
important quantities from the spectroscopic SNOM signals. Measure-
ments on partly doped Si-NW will be presented as well as on contacted
InAs-NW. With a sample holder that allows contacting the sample,
which was specifically designed for this sample system, we were able
to perform SNOM measurements of these NW by at the same time
applying a source-drain voltage and a backgate to the nanowires. This
allows for the investigation of the direct influence of gating on the NW.
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0 42.2 Tue 14:15 H4
Experimental investigation of the depth-dependent near-field
coupling in subsurface s-SNOM imaging. — eMIKE PrRAMASS-
ING, MARTIN LEWIN, and THoMAS TAUBNER — Institute of Physics
(IA) RWTH Aachen

Scattering-type Scanning Near-field Optical Microscopy (s-SNOM)
is based on a laser-illuminated metal-coated tip being scanned over
the sample. Due to the localized tip sample interaction, the opti-
cal properties of the sample can be analysed on the nm-scale. Since
the tip probes high spatial frequencies, s-SNOM is capable of imag-
ing buried structures via evanescent waves [1]. We could distinguish
between amorphous and crystalline regions of AgInSbTe even below
100 nm of capping layer [2]. The found complex material contrasts
can be explained by theoretical calculations taking into account the
layered structure of the sample [3]. At the sample surface, the tip
predominantly probes spatial frequencies in the range of the inverse
tip radius. Here we investigate the tip-sample-coupling for different
burying depth and spatial frequencies. High quality gold gratings
are employed to produce well defined spatial frequencies. The Depth
dependence of the coupling of the tip to these spatial frequencies is
investigated by measuring the gratings buried below PMMA layers of
varying thickness.

(1] Taubner et al., Opt. Express 13, 8893 (2005)
[2] Lewin et al., Appl. Phys. Lett., 107, 151902 (2015)
[3] Hauer et al., Opt Expr. 20, 13173 (2012)
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O 42.3 Tue 14:30 H4
Amplitude-modulated scattering cross-section in near-field
infrared microscopy (s-SNIM) — eFrEDERIK KuscueEwski!, S.C.
Kenr!, N. Awari?, B. Green?, S. KovaLev?, M. Genscu?, and
L.M. Exc! — lInstitut fiir Angewandte Photophysik, TU Dresden,
01062 Dresden, Germany — 2Helmholtz-Zentrum Dresden-Rossendorf,
Institut fiir Strahlenphysik, 01314 Dresden, Germany

Scattering-type scanning near-field optical microscopy (s-SNIM) was
applied to investigate the local infrared-optical properties of Ge, Si
and SiGe thin films in a pump-probe experiment below the diffraction
limit. The combination of s-SNIM with pump-probe techniques allows
for studying electron-excitation processes at an ultimate temporal res-
olution, and for investigating their decay behavior.

Pump excitation is exhibited in our setup with different NIR laser sys-
tems, while near-field probing was carried out either by using a cw CO2
or the tuneable free-electron-laser at the Helmholtz-Zentrum Dresden-
Rossendorf. The periodic optical excitation of the sample induces
sidebands to the higher-harmonics in our s-SNIM setup, that contain
the pure pump-induced information [1]. Using a special demodulation
technique, the existence of these new frequencies was proven up to the
10th sideband. The investigated samples show a time-variable pump-
effect in the near-field when being probed at ~10 ym wavelength. Im-
age scans clearly proof the resolution far beyond the diffraction limit.
Our experiment proves that ultra-fast phenomena may elegantly be
probed in the near field with a superb sub-diffraction resolution.

[1] F. Kuschewski. et al., Scientific Reports 5, 12582 (2015).

O 424 Tue 14:45 H4
Exploring local-scale phase transitions by low-temperature
scattering scanning near-field optical microscopy
eJONATHAN DORING, SusanNE C. KEeHR, and Lukas M. Enc —
TAPP, Technische Universitdt Dresden

Using a low-temperature (T > 4 K) scattering scanning near-field op-
tical microscope (LT-s-SNOM) in conjunction with infrared photon
excitation from a tunable free-electron laser (FEL) source, we are able
to explore phase transitions in various systems down to the 1-nm length
scale.

In LT-s-SNOMV], the light scattered off an atomic force microscopy tip
is strongly dependent on the tip-sample near-field interaction. Hence,
recording this local light scattering enables imaging of optical proper-
ties with a resolution several orders of magnitude below the diffraction
limit. The FEL laser light source provides high power densities and
is precisely spectrally tunable from 4 to 250 pm. The unique combi-
nation of LT-s-SNOM and FEL thus allows for investigating a mani-
fold of phonon-resonant phase transitions between 4 - 300 K by both
nano-imaging and nano-spectroscopy. We report here on such stud-
ies for different systems; ferroelectric barium titanate [1] and doped
lanthanum manganites [2]. Our LT near-field studies are backed-up
by complementary piezo-response force microscopy (PFM) and Kelvin
probe force microscopy (KPFM) performed in-situ with one and the
same AFM.

[1] J. Déring et al., Appl. Phys. Lett. 105, 053109 (2014).

[2] E. Beyreuther et al., Phys. Rev. B 80, 075106 (2009).

O 42.5 Tue 15:00 H4
Characterization of Thin Organic Layers using Synchrotron-
based nano-FTIR Spectroscopy with adapted Storage Ring
Optics — ePETER HERMANN!, ARNE HoEeHL!, BERND KASTNER!,
C. MacNus Jounson2, PioTr Paroka®, Georc Urricu®, Jora
Feikes?, Markus Ries?, ToBias GoTscH?, BURKHARD BECKHOFF!,
Eckarr RoUnL3, and GerHARD Urm! — !Physikalisch-Technische
Bundesanstalt (PTB), 10587 Berlin, Germany — 2School of Chem-
ical Science and Engineering, KTH, SE-100 44 Stockholm, Swe-
den — 3Physikalische und Theoretische Chemie, Institut fiir Chemie
und Biochemie, Freie Universitdt Berlin, 14195 Berlin, Germany —
4Helmholtz-Zentrum Berlin (HZB), 12489 Berlin, Germany

Near-field techniques such as infrared scanning near-field optical mi-
croscopy (SNOM) and nano-FTIR spectroscopy enable imaging and
spectroscopic characterization of samples at the nanoscale. However,
the spectroscopic characterization of thin organic films and monolay-
ers requires additionally highly stable radiation sources with a broad
emission spectrum in the mid-IR range, e.g. thermal and synchrotron
based sources. In order to exploit the full potential of this approach,
we report on the adaption of storage ring optics at the Metrology Light
Source (MLS). This results in a significantly reduced size of the electron
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bunches. In combination with appropriate spectral filters the sensitiv-
ity of synchrotron-based near-field spectroscopy can be increased even
further, thus enabling also the spectroscopic characterization of organic
samples. This is demonstrated by performing nano-FTIR spectroscopy
and nano-imaging on biological model systems.

O 42.6 Tue 15:15 H4

Surface-enhanced infrared chemical imaging — eFRrRANK
NeuBrEcH!, Lucca KuouNeEr!, Mario Hentscuer!, UTe
ZscHiescHANG?, HaceN Krauk?, and HARALD Giessen! — 14,

Physics Institute and Research Center SCoPE, University Stuttgart,
Stuttgart — Max Planck Institute for Solid State Research, Stuttgart

Infrared (IR) chemical imaging provides laterally resolved spectro-
scopic information of molecular species based on their material-specific
vibrational bands. Nowadays, this powerful method is applied in
medicine and pharmacy to identify different drugs or to differentiate
between healthy and diseased tissues. However, the method suffers
from the relatively low excitation cross-sections of the IR vibrations.
To overcome this limitation, we combine surface-enhanced infrared
spectroscopy (SEIRA), which enables the detection of minute amounts
of molecules down to attomolar concentrations, and chemical imaging
to map heterogeneous molecular layers of nanometer thickness. More
specifically, we evaporated 30 nm thick areas of pentacene as well as
Ceo using shadow mask lithography on highly homogeneous nanoan-
tenna arrays fabricated by electron beam lithography. The acquired
chemical maps demonstrate a significantly improved detection limit in
comparison to conventional chemical imaging.

O 42.7 Tue 15:30 H4

Terahertz spectroscopy of individual donors in silicon
by low temperature s-SNOM — eDENNY Lanc!, STEPHAN

WiNNERL!, HARALD ScHNEIDER!, JUERONG Li?, STEVE CLOWESZ,
2

BEN MURDIN2, JONATHAN DORING®, SusanNE C. KEHR3, LUKAS
M. Enc?, and Manrrep HeLm! — !Helmholtz-Zentrum Dresden-
Rossendorf, Dresden, Germany. — 2University of Surrey, Guildford,

UK. — 3Technische Universitit Dresden, Germany.

Isolated atoms or ions, typically confined in traps, are ideal systems for
studying fascinating coherent quantum effects such as photon echoes.
Likewise, isolated donor impurity atoms in semiconductors like silicon
show a hydrogen-like spectrum, shifted to the far infrared due to the
small effective mass and high dielectric constant [1]. Excited Rydberg
states are of particular interest for quantum information, because they
allow one to prepare long-living microscopic polarization states.

In contrast to previous far-field spectroscopic studies which probed
ensembles of many impurities, we aim here at studying individual im-
purity centers. To this end, low-temperature scattering-type scanning
near-field optical microscopy (s-SNOM) is employed and a free-electron
laser is used as a precisely tunable terahertz source [2|. Our silicon
samples contain different donors (P, Bi) with different defect densi-
ties, respectively, and are pre-characterized by conventional Fourier
transform infrared spectroscopy.

[1] Greenland et al., Nature 465, 1057 (2010).

[2] Déring et al., Appl. Phys. Lett. 105, 053109 (2014).

O 42.8 Tue 15:45 H4
Terahertz responses of a metal with sub-nm gap — eTAE YUN
KiM!, SANG JUN PARK!, DAI-SIK KIMZ, and CHEOL-HWAN PARK! —
LCenter for Theoretical Physics and Department of Physics, Seoul Na-
tional University, Seoul 08826, Korea — 2Center for Atomic Scale Elec-
tromagnetism and Department of Physics, Seoul National University,

Seoul 08826, Korea

Recent developments have shown that the characteristic length scale of
a plasmonic system can reach a few angstroms. In a recent experiment,
it was observed that the tunneling of electrons through quantum barri-
ers can restrict the funneling of terahertz waves through sub-nm gaps
in the extremely non-linear, high-intensity regime [1]. In this contri-
bution, we calculate and discuss the responses of a metal with sub-nm
gaps in the terahertz regime further based on a recent theoretical study
[2].

[1] Young-Mi Bahk, Bong Joo Kang, Yong Seung Kim, Joon-Yeon
Kim, Won Tae Kim, Tae Yun Kim, Taehee Kang, Jiyeah Rhie,
Sanghoon Han, Cheol-Hwan Park, Fabian Rotermund, and Dai-Sik
Kim, Phys. Rev. Lett. 115, 125501 (2015).

[2] Sang Jun Park, Tae Yun Kim, Cheol-Hwan Park, and Dai-Sik
Kim, unpublished.
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O 43: Oxides and Insulators: Adsorption |

Time: Tuesday 14:00-16:00

O 43.1 Tue 14:00 H6
Dissociated but not separated: Adsorption of water at the
SrO surface of ruthenates — eFLORIAN MITTENDORFER!, DANIEL
HawwipL!, BERNHARD STOGER!, WERNFRIED MAYR-SCHMOLZER!,
Jir1 PaveLec!, Davip Fosgs?, JIN PENG2, ZHIQIANG MA0?, GARETH
PARKINSONY, MicHAEL ScHwmID!, Joser REDINGER!, and ULRIKE
DiesoLp! — !Inst. of Applied Physics, TU Wien, Vienna, Austria

— 2Dept. of Physics, Tulane University, New Orleans, USA.

Despite their great promise in applications ranging from solid oxide
fuel cells to catalysts, molecular level knowledge about the surface
chemistry of perovskite oxides is surprisingly poor. To gain more
insight, we follow the formation of the first monolayer of H2O at
the (001) surfaces of Sr,,+1RunO3p41 (n=1,2) using low-temperature
STM, XPS, and DFT. These layered perovskites cleave between neigh-
bouring SrO planes, yielding almost ideal, rocksalt-like surfaces. An
adsorbed monomer dissociates and forms a pair of hydroxide ions. The
OH stemming from the original molecule stays trapped at Sr-Sr bridge
positions, circling the surface OH with a measured activation energy
of 187 + 10 meV confirming almost perfectly the calculated DFT value
of 171 meV [1]. At higher coverage, dimers of dissociated HoO assem-
ble into one-dimensional chains and form a percolating network where
H>O adsorbs molecularly in the gaps. Our work clearly shows that
caution is needed when applying surface chemistry concepts derived
for binary rocksalt oxides to perovskites.

[1] D. Halwidl et. al., Nature Materials, doi: 10.1038 /nmat4512, 2015.

O 43.2 Tue 14:15 H6
Adsorption of water on the (001) surface of Fe304 stud-
ied by surface x-ray diffraction — eBJOrN ArNDT!2, HESHMAT
NoEer!, RoLanDp BLiEM3, Oscar GamMBa®, GARETH PARKINSONS, UL-
RIKE DieBoLD?, and ANDREAS STIERLE!:2 — !Deutsches Elektron-
Synchrotron (Desy), D-22607 Hamburg, Germany — 2Fachbereich
Physik, Universitdat Hamburg, D-20355 Hamburg, Germany —
3Institute of Applied Physics, Vienna University of Technology, 1060
Vienna, Austria

Magnetite (Fe304) exhibits interesting properties which makes it at-
tractive for applications e.g. in catalysis, where it is used to catalyze
the water-gas shift reaction. The (001) surface of magnetite shows a
(sart(2)x sqrt(2))R45° surface reconstruction in UHV [1], which gets
lifted upon adsorption of water vapor at room temperature. Previous
studies of the adsorption of water at different coverages on this surface
were done by XPS measurements [2], without linking it to the surface
structure. To probe the unreconstructed surface structure, we there-
fore performed surface x-ray diffraction at the ESRF ID03 beamline
under flow conditions at a photon energy of 11 keV and at the MPG
diffraction beamline at ANKA under static conditions at 10 keV and
water vapor pressures in the mbar regime at room temperature. We
were able to follow the lifting of the surface reconstruction and ob-
served changes in the morphology of the surface. Crystal truncation
rod data give insight into the surface structure. 1. Bliem et al., Sci-
ence, 346, 1215-1218 (2014) 2. Kendelewicz, T. et al., J. Phys. Chem.
C 117, 2719-2733 (2013)

O 43.3 Tue 14:30 H6
Ab-initio simulations of water splitting on hematite —
eNicoLAa SERIANI — The Abdus Salam ICTP, Trieste, Italy

Hematite has recently raised considerable interest as a possible pho-
tocatalyst for water oxidation. Despite the on-going research efforts,
its efficiency is still unsatisfactory. To understand the behaviour of
hematite in a realistic environment, we have performed first-principles
simulations based on density functional theory. By taking into ac-
count the presence of water and oxygen under illumination, we show
that the thermodynamically stable surface termination under reaction
conditions is oxygen rich. On this termination, water oxidation pro-
ceeds by nucleophilic attack with an overpotential of 0.84 V. Then,
we have considered the possible effect of surface modifications such as
impurities and ultrathin films on the properties of the surface. Nitro-
gen doping lowers the overpotential, while detrimental surface states
disappear in presence of ultrathin films of gallium oxide or aluminium
oxide. I am going to compare calculations with available experiments,
and to discuss open questions and future developments in this field.
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O 43.4 Tue 14:45 H6
Derivation and Validation of a Classical Potential for Surfaces
of Ionic Crystals — eSArRA PaNAHIAN JAND and Pavyam KaGcHAzcHI
— Physikalische und Theoretische Chemie, Freie Universitat Berlin,
Takustr. 3, 14195 Berlin, Germany

In this work, we present a method to parametrize
Coulomb+Buckingham (C-B) pairwise potentials that can be used to
study the atomic structure and stability of surfaces of ionic crystals.
Our training sets are based on density functional theory (DFT) calcu-
lations. In the parametrization procedure, ionic charges are calculated
using electrostatic energies and then Buckingham parameters are fitted
to reproduce energy changes versus atomic displacements and unit cell
size in bulk. Although depending on the starting points different sets
of parameters are obtained, only one set of them can qualitatively re-
produce (DFT-calculated) atomic structure and stability of low-index
surfaces of ionic crystals. We found that the constructed potentials can
calculate relaxations and relative stabilities of higher-index surfaces in
good agreement with experiments and DFT [1]. Most of electrode and
(solid) electrolyte materials in Li-based batteries have ionic crystals.
Therefore, the method discussed in the present work [2] can be applied
to construct reliable classical potentials for these materials to study
electrode/electrolyte interfaces in Li-based batteries.

[1] S. Panahian Jand and P. Kaghazchi, J. Phys.: Condens. Matter,
26, 262001 (2014)

[2] S. Panahian Jand and P. Kaghazchi, submitted

O 43.5 Tue 15:00 H6
UHV-IR spectroscopy study of carbon monoxide adsorption
on ceria single crystal surfaces — eCHENGWU YANG, ALEXEI
NEerFepov, YUEMIN WaNG, and CHrosTOF WOLL — Karlsruhe In-
stitute of Technology, 76344 Eggenstein-Leopoldshafen, Germany

Ceria, one of the most easily reducible metal oxides, exhibits extraordi-
nary reactivities in diverse catalytic processes. The importance of this
material has triggered numerous experimental and theoretical studies,
in particular aiming at elucidating the properties of oxygen vacancies.
The studies on bulk single crystal surfaces, however, are still scarce.

On a novel apparatus combining a state-of-the-art FT-IR spectrome-
ter with a dedicated UHV-chamber, we used carbon monoxide (CO) to
probe regular sites and oxygen vacancies at surfaces of bulk CeO2(111),
Ce02(110), and CeO2(100) single crystals. It was found that the vi-
brational frequency of C-O stretching mode strongly depends on facet
orientations as well as the reduction of ceria surfaces. The assign-
ment of the CO stretch frequency as determined by IR-spectroscopy
was supported by ab-initio electronic structure calculations using den-
sity functional theory. The obtained results clearly indicate that the
application of CO adsorption as a IR-probe is quite suitable for the de-
termination of facet orientations as well as for probing surface oxygen
vacancies and allows us to clarify the ambiguous assignments derived
from previous powder and thin film data.

0O 43.6 Tue 15:15 H6
An ab initio study of adsorption and defect formation en-
ergies at the surface of Ni-doped MgO — a catalyst for the
Sabatier process — ®ALIAKSEI MAZHEIKA, SERGEY LEVCHENKO,
and MATTHIAS SCHEFFLER — Fritz-Haber-Institut der MPG, Berlin,
Deutschland

We present an ab initio study of Nipsg defects in Ni-doped MgO - a
promising material for the catalytic conversion of methane and COs.
First, a fraction of exact exchange « in the hybrid DFT functional
HSEO06 is identified such that HSE(«a) closely reproduces CCSD(T)
formation energies of Nipsg in MgO bulk, as well as the adsorption en-
ergies of CO and Hs at the surface defects, calculated with embedded
cluster models. HSE(a = 0.3) is found to reproduce all the CCSD(T)
results with deviations of at most 0.1 eV. Using this functional and
periodic models, we calculate the formation energy dependence on the
position of Nijsg (in the bulk, subsurface, at the (001) terrace, mono-
layer step and corner), and the influence of the defects on the adsorp-
tion energies of CO2, CH4, CO, and Ha. The presence of Nij;g at the
surface is found to have a minor effect on the adsorption energies of
CHy4 and COg, independent of the coordination of the adsorption site,
whereas it increases the adsorption energy of CO and particularly Hs.
The adsorption energy of CO» calculated with HSE(a = 0.3) plus the
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ab initio many-body van der Waals correction [1] is about 0.4 €V larger
than the PBE adsorption energy. - [1] A. Tkatchenko et al. PRL. 108,
236402 (2012)

O 43.7 Tue 15:30 H6
Adsorption and reactivity of phthalic acid on MgO(100) thin
films — eQURATULAIN TARIQ, MATTHIAS FRANKE, DANIEL WECH-
SLER, MICHAEL ROCKERT, LIANG ZHANG, HANS-PETER STEINRUCK,
and OLE LyTKEN — Lehrstuhl fiir Physikalische Chemie I, Universitéat
Erlangen-Niirnberg, 91058 Erlangen, Egerlandstrafte 3, Germany

The adsorption of functional organic species on oxide surfaces has im-
portance in many areas of research, for example, in molecular elec-
tronics, photovoltaics and biomedical implants. In this work, we re-
port on the adsorption of phthalic acid, a simple dicarboxylic acid,
on MgO(100) thin films on Ag(100), as a model for the anchoring of
large, functional organic entities such as porphyrins or fullerenes. Us-
ing high-resolution synchrotron radiation photoelectron spectroscopy
(SRPES), near-edge X-ray absorption fine structure (NEXAFS) and
temperature-programmed desorption (TPD), we find that the phthalic
acid dissociates below 150 K to phthalic anhydride and carboxylate.
Phthalic anhydride desorbs at around 240 K. Carboxylate binds to
MgO as bis-bidendate species and stable up to 500 K, after which it
decomposes, through desorption of CO2. This project is supported by
the DFG through FOR 1878 (funCOS).

O 43.8 Tue 15:45 H6
Electrospray deposition of organic molecules in UHV on bulk
insulator surfaces — eANTOINE HinauT, REMY PawrLak, THILO
GrLATZEL, and ERNST MEYER — Department of Physic, University of
Basel Klingelbergstrasse 82, CH-4056 Basel, Switzerland

Adsorption of molecules, isolated or as assemblies, on surfaces under ul-
tra high vacuum (UHV) conditions is an important field in nanoscience
and lead to many applications such as photovoltaic, molecular elec-
tronic or surface functionalization. To study larger and more complex
molecules in such conditions, suitable for such devices an alternative
method to thermal evaporation is to use Electrospray ionisation sys-
tem. In that way, the deposition of molecules contained in solution on
atomically-clean surfaces is not limited to their size or their reactivity.

In our measurement we imaged, by bimodal non-contact atomic
force microscopy (ncAFM), adsorbed molecules that were deposited
on the bulk insulator surface KBr(001) via electrospray deposition.
The molecule is a triply fused diporphyrin, which includes two zinc
atoms and two di-cyanophenyl groups for a better anchoring on the
KBr(001) surface. For large coverage we found charging of the surface
due to the deposition. Comparison of the surface before and after the
charge compensation will be presented. For lower coverage no charging
effects were observed and single molecules have been imaged.

O 44: Graphene: Electronic Properties, Structure and Substrate Interaction

Time: Tuesday 18:15-20:30

O 44.1 Tue 18:15 Poster E
Effect of electron-density inhomogeneities on the electronic
band structure of single-layer graphene — ¢ TREVOR CLARKE!"2,
PeTER KoT!2, JoN PARNELLY2, Sina HabiBian!2, KLaus Kernb3,
and CHRISTIAN R. Ast! — 1Max Planck Institute for Solid State Re-
search, 70569 Stuttgart, Germany — 2University of British Columbia,
Vancouver, Canada — 3Ecole Polytechnique Fédérale de Lausanne,
Switzerland

In an ideal graphene sheet, the density of electrons is uniformly dis-
tributed throughout the two-dimensional lattice. However, in exper-
imental contexts, graphene sheets are routinely subject to electron-
density inhomogeneities. Such inhomogeneities, or charge puddles,
are thought to arise from charged impurities located on the substrate
on which the graphene is deposited. To investigate the effects of
charge puddles on the electronic properties of single-layer graphene,
we simulate fluctuating potential landscapes that model charge in-
homogeneities via two methods: the diamond-square algorithm, and
fractional Brownian motion (with Perlin noise). Each method pro-
duces randomly fluctuating (but smooth and continuous) potential
landscapes with unique features and characteristics. These potential
landscapes are used to perturb the on-site energies of the carbon atoms
in the lattice. The band structure of the perturbed lattice is then cal-
culated using a tight-binding model. We present calculations exploring
a range of parameter values, and indicate results produced from values
which generate potentials that most closely resemble empirical find-
ings.

O 44.2 Tue 18:15 Poster E
Robust ballistic transport phenomena in epitaxial graphene
nanoribbons — eJOHANNES APROJANZ, JENS BARINGHAUS, MAREN
WEHR, FELIX KLOSEL, and CHRISTOPH TEGENKAMP — Leibniz Uni-
versitdt Hannover, Institut fiir Festkorperphysik, 30167 Hannover,
Germany

Graphene nanoribbons (GNRs) are of particular importance for fu-
ture carbon-based electronics. Their outstanding electronic proper-
ties, especially the presence of topologically protected ballistic trans-
port channels, make them a prime candidate for a new class of fully
coherent devices. However, the large amount of defects introduced
by conventional lithography processes prevents the formation of such
edge channels. The self-assembling growth of GNRs on the sidewalls
of SiC mesa structures overcomes this obstacle leading to the observa-
tion of exceptional ballistic transport properties. With local transport
experiments by means of a 4-tip STM, two fundamentally different
ballistic modes can be identified. One is thermally activated and ex-
hibits a mediocre mean free path in the order of several hundred nm,
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the other is temperature independent and shows an exceptionally long
mean free path larger than 10 um [1]. The roughness of the underlying
SiC substrate is identified as a major source for electronic scattering.
Consequently, the mean free path is shown to be directly dependent
on the width of the substrate terraces [2].

[1] Baringhaus et al., Nature 506, 349 (2014)

[2] Baringhaus et al., APL 106, 043109 (2015)

O 44.3 Tue 18:15 Poster E
A bottom-up approach to synthesize graphene nanoribbons
on Ru(0001) by chemical vapor deposition — e ANN-KATHRIN
HEenss and JoosT WINTTERLIN — Ludwig-Maximilians-Universitét,
Munich, Germany

The synthesis of defined graphene nanoribbons is of great interest for
future applications due to their tunable band gaps. We have tested a
bottom-up approach to synthesize graphene nanoribbons by chemical
vapor deposition (CVD) of hydrocarbons on a prestructured Ru(0001)
single crystal under ultra high vacuum conditions. The structuring of
the substrate was achieved by aluminum deposition at elevated sample
temperatures to decorate the step edges of the Ru(0001) surface. A
subsequent oxidation step led to the formation of ordered stripes of
aluminum oxide along the step edges which are to act as barriers be-
tween which graphene could grow in form of nanoribbons. Graphene
was grown by CVD using ethylene as a precursor gas at 850°C and a
pressure of 3 x 1079 Torr. Scanning tunneling microscopy and Auger
electron spectroscopy were used to monitor the synthesis steps. After
the graphene growth no ordered structures of aluminum oxide were
present on the surface anymore. Hydrogen forming during the de-
composition of ethylene was found to reduce the aluminum oxide to
metallic aluminum, which is no longer a growth barrier for graphene.

O 44.4 Tue 18:15 Poster E
Twisted graphene layers on metals investigated by scanning
tunneling microscopy — eSaBiNA SiMoN, PuiLipp LEICHT, JULIA
TEscH, Luca GRAGNANIELLO, and MIKHAIL FoNIN — Department of
Physics, University of Konstanz, 78457 Konstanz, Germany

Epitaxial growth on metal substrates is known to be one of the
most powerful approaches in producing large-scale high-quality mono-
layer graphene, yet it remains a major challenge to realize the growth
of multilayers.

This work is devoted to the investigation of multilayered graphene
systems epitaxially grown on metallic substrates. Firstly, we discuss
the local electronic properties of twisted graphene flakes on Au(111).
The electronic properties of such twisted bilayer graphene areas show
an increased accessibility of atomically resolved graphene features,
a shift of the Dirac energy closer to Erp with a residual doping of



Regensburg 2016 — O

Tuesday

85meV and a reduced Fermi velocity of (0.84:0.1)-10% m/s. Secondly,
we present the results of the investigation of growth of large scale
graphene bilayers on Ir(111) and report on their structure and elec-
tronic properties.

O 44.5 Tue 18:15 Poster E
Graphene formation on Ag(001) by liquid precursor de-
position — eJeEns UwWE NEUROHR, SAMUEL GRANDTHYLL, KARIN
Jacoss, and FRANK MULLER — Saarland University, 66041 Saar-
bruecken, Germany

Chemical vapor deposition (CVD) is the standard method for epitax-
ial growth of graphene on many transition metal surfaces, but for a
very weakly interacting substrate such as Ag(001) the CVD-process
fails. However, epitaxial graphene on Ag(001) can be obtained by
liquid precursor deposition (LPD) - an alternative synthesis route that
was successfully demonstrated on many transition metals in previous
studies [1]. Graphene growth on Ag(001) was investigated by X-ray
photoelectron spectroscopy (XPS), low energy electron diffraction
(LEED), and Fermi surface mapping (FSM), revealing a monolayer
coverage of arbitrarily rotated domains [2], similarly to the growth of
boronitrene (i.e., h-BN monolayers) on the Ag(001) [3].

References:

[1] S. Grandthyll, S. Gsell, M. Weinl, M. Schreck, S. Hiifner and F.
Miiller J. Phys. : Condens. Matter 24 (2012) 314204

[2] S. Grandthyll, K. Jacobs and F. Miiller Phys. Status Solidi B, 252:
1695-1699

[3] F. Miiller, S. Grandthyll Surface Science 617 (2013) 207-210

O 44.6 Tue 18:15 Poster E
Lifting Graphene from Substrates by Scanning Tunneling
Microscopy — eANNE HorrscH, ANNE HovrrscH, WoLr-RUDIGER
HannEs, and Uwe HARTMANN — Universitdt des Saarlandes, Saar-
briicken

Graphene as a two-dimensional crystal is only stable because of the
formation of so-called ripples. Such ripples are thus called intrinsic
and have been identified both by transmission electron microscopy [1]
and scanning tunneling microscopy (STM) [2].

Here we study graphene grown via CVD and transferred onto cop-
per foils, which may cause corrugations either before, during or after
transfer. We find, however, that the corrugations appear very similar
to those of free-standing membranes [2]. We report on the lifting of
the graphene from the copper substrates using the attractive forces of
a STM tip as previously reported for graphene on silicon dioxide [3].

Since metallic substrates electronically bind to the adsorbing
graphene, higher bias voltages for lifting are generally required than
in the case of free-standing membranes. Other features of Z(V) spec-
troscopy curves such as reversible flipping processes with hysteric be-
havior are also analyzed. It is discussed wether interaction strengths
between graphene and particular types of substrates can be deduced
from such measurement.

[1] J. C. Meyer et al., Nature 446, 60 (2007) [2] R. Dan et al.,
Nanoscale 4, 3065 (2010) [3] T. Mashoff et al., Nano Lett. 10, 461
(2010)

O 44.7 Tue 18:15 Poster E
Flipping ripples of freestanding graphene membranes us-
ing Scanning Tunneling Microscopy — eBERND UDER, WOLF-
RUDIGER HaNNES, and UWE HARTMANN — Fachrichtung Experimen-
talphysik, Universitit des Saarlandes, Germany

Measurement and control of the elastic properties of two-dimensional
materials is a prerequisite for their development into nanoelectrome-
chanical systems. So far atomic force microscopy has been the only
tool used to determine elastic moduli and breaking strength of free-
standing graphene membranes [1]. This method usually does not allow
a thorough characterization in terms of defect concentration and other
sample parameters. Here we report on the deformation of graphene
membranes using the attractive forces of a scanning tunneling micro-
scope tip. The method poses challenges since membrane and tip in-
stabilities are easily induced. We have been able to initiate flipping
processes, which are reversible but show a hysteresis. Cascade like
flipping and metastable membrane states are also observed. Possible
relations with local elastic properties of the rippled membrane struc-
ture are discussed within a simple model.
[1] C. Lee, X. Wei, J. W. Kysar, J. Hone, Science 321, 385 (2008)

O 44.8 Tue 18:15 Poster E
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Local transport measurements in Graphene on SiO2 using
Kelvin Probe Force Microscopy — PuiLiP WILLKE!, CHRISTIAN
MoHLE!, eANNA SINTERHAUF!, Hak K1 Yu2:34, ALEc WoDTKEZ3,
and MARTIN WENDEROTH! — IV. Physical Institute, University
of Gottingen, 37077 Gottingen, Germany — 2Institute for Physical
Chemistry, University of Goéttingen, 37077 Gottingen, Germany —
3Max Planck Institute for Biophysical Chemistry, 37077 Gottingen,
Germany — “*Department of Materials Science & Engineering, Ajou
University, Suwon 443-749, Korea

By using Kelvin Probe Force Microscopy with an additional applied
electric field we investigate the local voltage drop in graphene on SiO2
under ambient conditions. We are able to quantify the variation of
the local sheet resistance and to resolve localized voltage drops at
line defects. Our data demonstrates that the resistance of line de-
fects has been overestimated so far. Moreover, we show that different
types of wrinkles have the largest resistance. Temperature-dependent
measurements show that the local monolayer sheet resistance reflects
the macroscopic increase in resistance with temperature while the de-
fect resistance for folded wrinkles is best described by a temperature-
independent model which we attribute to interlayer tunneling. This
work was supported by the Deutsche Forschungsgemeinschaft (DFG)
priority program 1459 Graphene.

O 44.9 Tue 18:15 Poster E
Epitaxial graphene via flash annealing of SiC studied by VT-
STM — elsmaiL Barraci, MALTE ScHULTE, EUGENIA WODOPIAN,
HArRRY RITTER, and CARSTEN WESTPHAL — Experimentelle Physik
1, TU Dortmund, Otto-Hahn-Strasse , 44227 Dortmund, Germany

Graphene has a charge carrier mobility which is two magnitudes larger
than in SiC. Therefore graphene is of particular relevance for the semi-
conductor industry, e.g. as a new material for transistors.

There are different methods which should yield large and homoge-
neous graphene layers. Here we concentrate on an epitaxial growth
based on cyclic heating of SiC, known as flash annealing. The hydro-
carbon contaminations are desorbed during degasing SiC at 600° C.
Heating up to 1400° C leads to a sublimation of Si. The remaining car-
bon atoms reconstruct in a hexagonal structure forming large graphene
layers.

In addition to the flash annealing we are using hydrogen etching to
achieve a high quality and flat SiC surface prior to the annealing steps.
A Si- or Ar-flux during the annealing reduces the Si-sublimation and
thus increases the graphene quality. In order to optimize the procedure
multiple parameters have to be taken in account. Imaging the surface
of SiC/Graphene is achieved by VT-STM.

0O 44.10 Tue 18:15 Poster E
STM characterization of epitaxial graphene produced by con-
finement controlled sublimation of SiC — eHErRMANN KROMER',
CorneLis HiLscuer!, Ricuarp HoOnig!, Curistopn KEUTNERDZ,
and CARSTEN WEesTPHAL!"? — 1Experimentelle Physik 1 - Technis-
che Universitdt Dortmund, Otto-Hahn-Str. 4, D-44221 Dortmund,
Germany — 2DELTA - Technische Universitdt Dortmund, Maria-
Goeppert-Mayer-Str. 2, D-44221 Dortmund, Germany

Graphene electronics imposes great demands on the material and mate-
rial processing. The realization of graphene-based electronics requires
a homogeneous, controllable and reproducible growth of large-domain
graphene layers.

In this study we are focusing on the growth of epitaxial graphene
on the Si-face of silicon carbide (SiC). Our aim is to achieve a well
controlled growth of high quality graphene layers on a large scale.
Therefore we are using the confinement controlled sublimation (CCS)
method under ultra high vacuum (UHV) conditions, as well as in an
argon atmosphere.

After the preparation, these samples are characterized by scanning
tunneling microscopy (STM). STM is an excellent tool to study this
system, since its high resolution enables us to examine surfaces down
to the atomic level.

O 44.11 Tue 18:15 Poster E
Graphene growth on SiC(1120) — eSTErANIE RUMBKE, FLORIAN
SPECK, and THOMAS SEYLLER — Professur fiir Technische Physik, TU
Chemnitz, Reichenhainer Str. 70, D-09126 Chemnitz, Germany

Epitaxial growth of graphene on SiC(0001) surfaces leads to the forma-
tion of the so-called buffer layer, a monolayer of carbon atoms partially
bonded to the substrate [1]. This layer is known to be detrimental for
the electronic transport properties of graphene [2]. We present a study
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of graphene growth on SiC(1120) surfaces on which, according to pre-
vious work [3], graphene can be grown on top of the substrate without
a buffer layer residing at the interface. Prior to graphene growth, sam-
ples were hydrogen etched in order to obtain flat surfaces. Systematic
studies were carried out to determine the optimal parameters for both
hydrogen etching and graphene growth. For hydrogen etching tem-
perature as well as hydrogen flow were varied, for graphene growth
temperature and duration of the growth process. The quality of the
hydrogen etched surfaces and the graphene layers along with the prop-
erties of the graphene were investigated using atomic force microscopy,
x-ray photoelectron spectroscopy, low energy electron diffraction and
angle-resolved photoelectron spectroscopy. In addition, the impact of
hydrogen intercalation on the doping level of graphene on SiC(1120)
was investigated.

[1] K. Emtsev, et al., Phys. Rev. B 77, 155303 (2008).

[2] F. Speck, et al., Appl. Phys. Lett. 99, 122106 (2011).

[3] M. Ostler, et al., Phys. Rev. B 88, 085408 (2013).

O 44.12 Tue 18:15 Poster E
High quality graphene on boron nitride prepared by poly-
mer free dry transfer and contacting techniques for combined

STM and electrical transport measurements — eTJORVEN
JounseN, DaNIEL Montac, FeLix Jekar, MartIN GroB, NiLs
FreEiTAG, PETER NEMEs-INCZE, and MARKUS MORGENSTERN — II.
Physikalisches Institut B, RWTH Aachen, Otto-Blumenthal-Strafse,
52074 Aachen

The charge carrier mobility of graphene is mainly determined by the
substrate and adsorbates on the graphene flake. High quality graphene
samples are prepared by either suspending the graphene flake or by en-
capsulating it in hexagonal boron nitride [1,2]. These devices, however,
are not accessible for surface sensitive probes like scanning tunnelling
microscopy (STM). Here we present a novel transfer technique employ-
ing a mica substrate to pick up a boron nitride flake and a graphene
flake one after another from SiOs. The graphene flake is contacted
using shadow mask evaporation. Thereby, we eliminate any polymers
from the preparation process which are a major source of adsorbates.
This is required for combined STM and electrical transport measure-
ments. With these samples we aim to measure symmetry broken states
of the quantum hall effect in graphene both with STM and transport
measurements.

[1]Du et al., Nat. Nanotechnol. 3, 491 - 495 (2008)

[2|Banszerus et al., Sci. Adv. 1, €1500222 (2015)
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O 45.1 Tue 18:15 Poster E
Intercalation of epitaxial graphene on SiC by antimony
oSUSANNE WOoLFF!, SarAH RoscHER!, MARTINA WAaNKE!,
FLoriaN Speck!, CHrisTIAN RaIDEL!, Marcus DanieL?, FELIX
TiMMERMANNS, and THoMAs SEYLLER! — 1TU Chemnitz, Institut
fiir Physik, Technische Physik, Germany — 2TU Chemnitz, Insti-
tut fir Physik, Oberflichen- und Grenzflichenphysik, Germany —
3Universitét Augsburg, Institut fiir Physik, Experimentalphysik IV,

Germany

Graphene on SiC is grown epitaxially by sublimation growth. The
first carbon layer grown is still covalently bound to the Si atoms of the
substrate and therefore electronically inactive. Intercalation of epitax-
ial graphene on SiC decouples the buffer layer from the SiC substrate
making it electronically active. In addition, intercalation can manip-
ulate the structural and electronic properties. Thereby graphene can
be adjusted for device applications.

In our x-ray photoelectron spectroscopy studies we investigated the
intercalation of antimony on epitaxial graphene on SiC(0001). Anti-
mony was evaporated from a Knudsen cell by molecular beam epitaxy
at the surface and subsequently annealed with in a temperature range
of 400°C to 500°C. Antimony shows different behavior for intercalation
in ultra-high vacuum and argon atmosphere.

O 45.2 Tue 18:15 Poster E
Interaction of 10 nm-sized Co, Pd, and Ti islands with epi-
taxial graphene — eANAsTAsIA SokoLova, Franziska KILCHERT,
and M.ALEXANDER SCHNEIDER — Solid State Physics, Friedrich-
Alexander University Erlangen-Niirnberg, Germany

We investigated the adsorption and intercalation properties of metals
(Co, Pd and Ti) relevant for contact formation on epitaxial graphene
on 6H-SiC(0001) by Scanning Tunneling Microscopy (STM).

When evaporated at substrate temperatures below 100°C, all three
metals form (111) and (0001) oriented ad-islands. Only titanium
showed a tendency to decorate substrate step edges. Judging from
the cobalt and palladium ad-island stability with respect to material
pick up by the STM tip, palladium forms weaker bonds to graphene
than cobalt. Titanium ad-islands could also be removed by the STM
tip. However we observe in the majority of cases that the graphene un-
derneath is removed. We take this as an indication of a strong chemical
interaction between titanium and graphene.

After annealing to approximately 600°C Co and Pd readily interca-
late while Ti does not. Co intercalates by forming metal islands below
the graphene sheet similar in size as the previous ad-islands, while Pd
additionally formed large (> 50 nm in lateral size) patches growing
from step edges or holes in the graphene sheet indicating coalescence
of intercalated material.

O 45.3 Tue 18:15 Poster E

(0]

Location: Poster E

Crystalline Xe underneath a monolayer of hexagonal boron
nitride — ePuiLIPP VALERIUS!, CHARLOTTE HERBIG!, MOHAMMAD
ALir ArMan2, JaN Knupsen?3, and THomAas MicHELy! — 1II.
Physikalisches Institut, Universitdat zu Koln, Ziilpicher Str. 77, 50937
Koln, Germany — 2Division of Synchrotron Radiation Research, Lund
University, Box 118, 22100 Lund, Sweden — 3MAX IV Laboratory,
Lund University, Box 118, 22100 Lund, Sweden

Exposing a monolayer of hexagonal boron nitride on Ir(111) at room
temperature to Xe irradiation in the energy range from a few 100
eV to a few 1000 eV causes amorphization of the 2D layer material,
as shown by low energy electron diffraction. Surprisingly, upon an-
nealing the hexagonal boron nitride recovers to perfection, except of
vacancy islands resulting from sputtering and blisters formed due to
aggregation of implanted species. With scanning tunneling microscopy
we image through the hexagonal boron nitride blister lid and find a
superstructure corresponding in lattice parameter to what we expect
for a crystalline Xe layer. X-ray photoelectron spectroscopy experi-
ments confirm this interpretation. We conclude that due to the strong
adhesion of hexagonal boron nitride to Ir(111) the pressure inside the
blisters is in the GPa range. An additional peculiar feature of our ex-
periments are noble gas filled hexagonal boron nitride blisters, which
are surrounded only by bare Ir(111).

O 45.4 Tue 18:15 Poster E
Band gap engineering by Bi intercalation of graphene on
Ir(111) — eJonas WarmutH!, MarTeo MicHIARDIZ, ALBERT
Bruix FusTE2, TorBeN HANKE!, Marco Biancai?, JENs WIEBE!,
RoLanD WiESENDANGER!, Bigrk HaAMMER?, PHiLIP HOFMANN?, and
ALEXANDER Ako KHAJETOORIANS®2 — 1Dept. of Physics, Hamburg
University, Hamburg, Germany — 2Interdisciplinary Nanoscience Cen-
ter and Department of Physics and Astronomy, Aarhus University,
Denmark — 3Institute of Molecules and Materials, Radboud Univer-
sity, Nijmegen, Netherlands
We report on the structural and electronic properties of a single bis-
muth layer intercalated underneath a graphene layer grown on an
Ir(111) single crystal. Scanning tunneling microscopy (STM) reveals a
hexagonal surface structure and a dislocation network upon Bi inter-
calation, which we attribute to a V3 x v/3R30° Bi reconstruction on
the underlying Ir(111) surface. Ab-initio calculations show that this
Bi reconstruction is the most energetically favorable, and also illus-
trate that STM measurements are most sensitive to C atoms in close
proximity to intercalated Bi atoms. Additionally, Bi intercalation in-
duces a band gap (E; = 0.42¢V) at the Dirac point of graphene and
an overall n-doping (0.39¢V), as seen in angular-resolved photoemis-
sion spectroscopy. We attribute the emergence of the band gap to the
dislocation network which forms favorably along certain parts of the
moiré structure induced by the graphene/Ir(111) interface.
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O 45.5 Tue 18:15 Poster E
Superstructures and Phonons of Graphene on Ir(111) In-
duced by Li Intercalation — eJonaNNEsS HaLLE, NicoLas NEEL,
and Jora KROGER — Institut fiir Physik, Technische Universitat Il-
menau, D-98693 Ilmenau, Germany

Lithium-intercalated graphene on Ir(111) exhibits various superstruc-
tures with increasing coverages as unveiled with low-temperature scan-
ning tunnelling microscopy. At low coverages Li always resides at one
specific high-symmetry site of the moiré pattern. Compact, elongated
and trefoil-like Li clusters become the building blocks of superstruc-
tures at higher coverages. Their shapes and orientations reflect lo-
cal strain variations in the graphene sheet and the energy landscape
of different sites in the moiré unit cell. Intercalation of Li enables
the observation of graphene phonons in inelastic electron tunnelling
spectroscopy. While for pristine graphene phonon features stay below
the detection limit, clear signatures of M point acoustic and optical
phonons appear in the spectra of Li-intercalated graphene.

Funding by the Deutsche Forschungsgemeinschaft through KR
2912/10-1 is acknowledged.

O 45.6 Tue 18:15 Poster E
Near-Saturated Hydrogenation of Graphene on Ir(111) —
eCLIFFORD MURRAY, ULRIKE SCHRODER, ANTONIO MARTINEZ-
GALERA, and THomas MicHELy — II. Physikalisches Institut, Uni-
versitat zu Koln, Ziilpicher Str. 77, 50937 Koln, Germany

Hydrogen adsorption structures on graphene on Ir(111) have previ-
ously demonstrated their potential to modify the electronic properties
of graphene (Gr) [1,2]. We have combined temperature programmed
desorption (TPD) and scanning tunneling microscopy to further the
understanding of this hydrogenation when close to saturation. We
investigate dosage dependence of deuterium radical adsorption, dif-
fusion thereof, and calculate coverages by calibrating TPD spectra.
These spectra show two broad desorption peaks - at roughly 380K and
730K - representing two different adsorption states for deuterium on
graphene. By growth of a Pt cluster superlattice we selectively block
a specific area in the Gr moiré from adsorption. Subsequent radical
exposure and the attenuation of the high temperature peak in desorp-
tion from this sample allows us to pin-point the binding area of the
radicals. It is consistent with the formation of graphane-like patches
in the moiré unit cell. We will speculate on the nature of the low
temperature desorption peak.

[1] R. Balog et al., Nature Mater, 9, 315 (2010)

[2] R. Balog et al., ACS Nano, 7, 3823 (2013)

O 45.7 Tue 18:15 Poster E
Adsorption of molecules on graphene-supported iridium clus-
ters — e ANDREAS StToLL, KiRA JocHMANN, and THORSTEN BERN-
HARDT — Universitdt Ulm

The adsorption of organosulfur and porphyrin molecules onto numer-
ous metal and semiconductor substrates results in the formation of
dense highly oriented self-assembled monolayer structures. Hitherto,
the majority of studies dealt with the adsorption of these molecules on
the Au(111) surface or on gold clusters in solution. In this contribution
we investigate the adsorption of various organosulfur and prophyrin
molecules on iridium clusters that were prepared on the moiré-type
superstructure of graphene on Ir(111) by a combination of two pho-
ton photoemission spectroscopy and scanning tunneling microscopy
(STM). The selection of this system was guided by the prospect to
directly map the single chemisorbed molecules via room temperature
STM. All molecules were found to exhibit unique geometric adsorp-
tion patterns on the bare Ir(111) surface, on graphene, and on the Ir
clusters on graphene, respectively.

O 45.8 Tue 18:15 Poster E
Square ice sandwiched in graphene: a theoretical NMR study
— eAcHRAF Jaapouni, Eva Raurs, WoLr GERO ScHMIDT, and
Uwe GERSTMANN — Uni Paderborn, Theoretische Physik, Pohlweg
55, 33100 Paderborn

Bulk water can exist in many forms, liquid, vapour and at least 16 crys-
talline phases, including the famous hexagonal ice [1]. Theory suggests,
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that many further phases can occur, if water is adsorbed on surfaces
or confined on nanoscopic pores. A determination of the microscopic
structure, however, provides a major challenge for experiment. Re-
cently, locked between two graphene sheets, a new high-density phase
has been observed by transmission electron microscopy (TEM) [2]. The
so-called ’square ice’ provides a symmetry qualitatively different from
both hexagonal ice as well as graphene.

Modelling bilayer and trilayer lattices within density functional the-
ory (DFT), we show that the phase transition from hexagonal to square
ice is accompanied by a characteristic change of the NMR, chemical
shifts for the included protons. Hence, the detection via NMR spec-
troscopy appears as a promising alternative to electron imaging, in
particular in case of nanostructures with a high amount of disorder,
e.g. hydrophobic nanocapillaries.

[1] G. Malenkov, J. Phys. Condens. Matter 21, 283101 (2009).

[2] G. Algara-Siller et al., Nature 519, 443 (2015).

0 459 Tue 18:15 Poster E
Long range structure of oxygen and hydrogen adsorbed
graphene — eJAN GESENHUEs and MicHAEL RoHLFING — WWU
Miinster

Adsorbtion of atomic oxygen and hydrogen on planar graphene is the-
oretically studied within a DFT-LDA framework. Changes in the spa-
tial as well as electronic structure are studied in comparison to pristine
graphene. In particular large supercells are considered to determine
the long range effects of the respective adsorption. Our results show
that the atomic adsorption mediates geometric changes as far as 20 A
while electronic changes can be observed approximately within 15 A.

O 45.10 Tue 18:15 Poster E
Trends in chemical reactivity of carbon allotropes
oSEBASTIAN GSANGER and BERND MEYER — Interdisciplinary Cen-
ter for Molecular Materials and Computer-Chemistry-Center, FAU
Erlangen-Niirnberg

The specific geometry of fullerenes, carbon nanotubes with different
chirality and graphene imposes certain restrictions on the network of
distributed w-bonds and therefore on their electronic properties and
their reactivity towards adsorption. Using density-functional theory
calculations, the adsorption energies of various adsorbates on the dif-
ferent allotropes was evaluated. For hydroxyl groups, adsorption pat-
terns were analyzed and correlated with the electronic structure of
the carbon allotrope. Finally, differences and similarities between the
allotropes were identified and analyzed.

O 45.11 Tue 18:15 Poster E
Higher Order Corrected Spectroscopy at the Carbon K
Edge — oCHRISTINE JansiNg!, Hans-Curistorn MERTINS!, AN-
prEAS GAUPPl2, ANDREY SokoLov?, MarRkUS GILBERT!, ANDREAS
ScutMMER!, HupD WanAB3, HElko TimMmERs3, and Suk-Ho Cuor?
— IMiinster University of Applied Sciences, Stegerwaldstr. 39, D-
48565 Steinfurt — 2HZB, Albert Einstein Str. 15, D-12489 Berlin —
3University of New South Wales, Canberra, ACT 2600, Australia —
4Kyung Hee University, Yongin 446-701, Korea

We present the experimental determination of disturbing higher order
synchrotron radiation across the carbon K edge at a soft x-ray beam-
line and a procedure to correct spectra of carbonaceous materials like
highly oriented pyrolytic graphite (HOPG) or graphene. Measure-
ments in the soft x-ray regime suffer from an enormous loss of photon
flux at the C K edge, caused by carbon contamination of the beamlines
optical elements. The unavoidable contaminations result from resid-
ual organic molecules in the beamline getting cracked by synchrotron
radiation and absorbed as adventious carbon on mirrors. In particular
first order radiation is absorbed so that incident light has large contri-
butions from higher order wavelengths. We determined the amount of
higher order light of up to 60% in the m*-resonance of carbon exploit-
ing a second monochromator and alternatively using a simple filter.
We show that both methods reveal a reliable set of data to correct on
higher order distortion of our experimental reflection and absorption
spectra. This correction procedure can be applied to any carbonaceous
material’s spectra.
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O 46.1 Tue 18:15 Poster E
Growth and Characterization of Thin MoS; Films on the
Buffer Layer on SiC(0001) — eApriaN ScHUTzE!, MARTINA
WAaNKE!, FLorRIAN SPECK!, OvIDIU GORDAN2, GREGOR NORDHEIM!,
Tuomas SevLLER', and DieTricH R. T. Zaun? — !Professur fiir
Technische Physik, TU Chemnitz, Germany — 2Professur fiir Hal-

bleiterphysik, TU Chemnitz, Germany

Layered 2D metal dichalcogenides such as MoSsy are semiconductors
with the unique property to transform from an indirect to a direct
semiconductor depending on the number of layers. As such they are
offering new possibilities for electronic applications. In this work, we
study the large-scale chemical vapor deposition of thin layers of MoS2
on the so-called buffer layer on SiC(0001), a graphene-like reconstruc-
tion with covalent bonds to the SiC substrate [1]. The buffer layer was
grown in Ar at atmospheric pressure as described elsewhere [2]. MoS2
was synthesized from MoCls and sulfur powder [3] with Ar as carrier
gas. X-ray photoelectron spectroscopy (XPS), atomic force microscopy
(AFM) and low-energy electron diffraction were used to characterize
the chemical composition and structure of the samples. The thickness
of the deposited MoSs is estimated to approximately 2 or 3 monolay-
ers from XPS spectra and compared to Raman spectroscopy and AFM
results. In addition, XPS data suggesting sulfur intercalation of the
buffer layer during the CVD process are presented.

[1] K.V. Emtsev et al., Phys. Rev. B 77, 155303 (2008).

[2] M. Ostler et al., Phys. Status Solidi B 247, 2924 (2010).

[3] Y. Yu et al., Sci. Rep. 3, 1866 (2013).

0 46.2 Tue 18:15 Poster E
Characterization of few layer MoS> on Silicon Carbide with
Raman Spectroscopy — eLisa Serrz!, ADRIAN ScHUTZEZ, GRE-
Gor NorDpHEIM?, THOMAS SEYLLER?, and MARTIN HUNDHAUSEN! —
ILehrstuhl fiir Laserphysik, FAU Erlangen-Niirnberg — 2Professur fiir
Technische Physik, Technische Universitdt Chemnitz

MoSs, is a layered crystal with electronic properties that depend signif-
icantly on the number of layers. Here, we employ Raman spectroscopy
for a mapping of layer number and homogeneity of few layer MoS2,
synthesized by CVD on silicon carbide (SiC). The frequencies of the
E% and A1z phonon modes depend on the layer number, so that the
dif%erence between these frequencies can be used as an indicator of
layer number. [1] Different samples were studied by a Raman map-
ping: One sample shows a domain structure of terraces covered with
bi- and trilayer MoSs, coexisting with clean surface domains. Another
sample shows a rather homogeneous coverage of MoSs with a layer
number of around four to five.

[1] J. Jeon et al., Nanoscale 7, 1688 (2015).

O 46.3 Tue 18:15 Poster E
Raman- and Photoluminescence Spectroscopy on few- and
monolayered WSez — eWaLTER ENNs!, SErGEJ NEB!, SEBAs-
TIAN FiecHTER?, and WALTER PrEIFFER! — !Fakultit fiir Physik,
Universitat Bielefeld, Universitatsstr. 25, 33615 Bielefeld, Germany
— 2Helmholtz Zentrum Berlin, Institut fiir Solare Brennstoffe, Hahn-
Meitner-Platz 1, 14109 Berlin, Germany

The transition-metal dichalcogenide WSea was exfoliated onto thermal
oxidized silicon with 70 nm oxide thickness. Few- and monolayered
flakes were investigated with confocal micro-Raman spectroscopy and
photoluminescence spectroscopy applying two different wavelengths,
473nm and 633nm. The former measures the layer-dependent fre-
quency difference of the out-of-plane to the in-plane vibration, while
the latter is sensitive to the typical transition from indirect to direct
band gap when changing from few-layer to monolayer WSes. Thus,
both methods have the capability to distinguish between varying num-
bers of layers.

O 46.4 Tue 18:15 Poster E
Single-Layer MoS2 on Au(111): Electronic structure —
AvLBerrt Bruix!, Ji A. Mrwal, eNapINE HAUPTMANNZ, S@REN
ULsTrup!, SiIGNE G. GR@NBORG!, CHARLOTTE E. SANDERs!, Ma-
cies DEnDzIK!, ANTONA GRUBISIG éABOl7 Marco BiancHi!,
JEPPE VANG LauriTsEn!, DanNiEL WEGNERZ, ALEXANDER A.

KuaseTooriaNs?, Bigrk Hammer!, and PuiLip Hormann! —

7

Location: Poster E

IDepartment of Physics and Astronomy, Interdisciplinary Nanoscience
Center (INANO), Aarhus University, 8000 Aarhus C, Denmark —
2Institute for Molecules and Materials, Radboud University, 6500 GL
Nijmegen, The Netherlands

Single layer transition metal dichalcogenides are currently of consider-
able interest because they are 2D materials, like graphene, but have an
inherent band gap. Their physical properties, e.g. their band gap and
electronic structure, change dramatically in the single layer limit and
depend on the underlying substrate. Molybdenum disulfide (MoSz2) as
a single layer has already been used in applications such as field effect
transistors and optoelectronic devices. We investigate epitaxial single-
layer MoS2 grown on Au(111) by low temperature scanning tunneling
microscopy. Using scanning tunneling spectroscopy, we determine the
single-particle band gap and compare it to density functional theory
calculations of the electronic structure around the Fermi energy in the
filled and empty states. At small energies, a low conductance regime is
found while for higher energies onsets in the conductance are observed.
These onsets are further compared to angle-resolved photoemission
spectroscopy data from the same sample.

O 46.5 Tue 18:15 Poster E
Structure and Electronic Properties of MoSs on Au(111) —
eNiLs KrRANE, CHRISTIAN LoTzE, JuLiA LAGER, GAEL REECHT, and
KaATHARINA J. FRANKE — Freie Universitdt Berlin, Arnimallee 14,
14195 Berlin, Germany

Transition metal dichalcogenides (TMCD) are two-dimensional mate-
rials with a natural band gap, making them interesting as sensors,
solar cells or LEDs. Single layer molybdenum disulfide is especially
interesting, because it provides a direct band gap [1] and a strong
spin-splitting of the valence and conduction band.

Here we grow MoSy epitaxially on a Au(111) surface as described
in [2]. Using a combined STM/AFM at low temperatures, we observe
different kinds of defects. Particularly prominent are defects, which
appear in sizes of several nanometers. The AFM reveals an atomically
intact surface layer, suggesting that the origin of the defect is located
at the gold interface. At these sites the bandgap of MoS» is signifi-
cantly modified.

[1] Mak et al., PRL 105, 136805 (2010)
[2] Sorensen, et al., ACS Nano 8, 6788-6796 2014

O 46.6 Tue 18:15 Poster E
Monolayer epitaxial hexagonal boron nitride on Ir(111)
functionalization by caesium adsorption and intercalation
eJinqr Car"2, Wourer Jourig?, Caio Sival, CHRISTOPH
ScHLUETER®, MARIN PrTROVIC?, MARKO KRALJ?, TIEN-LIN LEE?,
and CARsTEN Busse!2 — Institut fiir Materialphysik, Miinster, Ger-
many — 2II. Physikalisches Institut, Koéln, Germany — S3Diamond
Light Source Ltd, Didcot, United Kingdom — “Institut za fiziku, Za-
greb, Croatia

Being a wide band gap insulator, hexagonal boron nitride monolayer
(hBN) is an important member of the two-dimensional-material family.
However, detailed information on the band structure remains unclear.
In this respect, adsorption and intercalation of alkali metal on epitaxial
hBN are easy routes to investigate its electronic structure.

Here, we report our study on caesium deposition on hBN/Ir(111).
Scanning tunneling microscopy /spectroscopy (STM/STS), x-ray pho-
toelectron spectroscopy (XPS), x-ray standing waves (XSW), and
angle-resolved photoemission spectroscopy (ARPES) techniques are
used to study the morphological and electronic properties of the sys-
tem. The density and location of caesium (intercalated or adsorbed)
varies when different deposition conditions are applied. Accordingly,
different shifts of the hBN electronic bands occur in different caesium
configurations. The largest shift towards higher binding energy ob-
tained is 3.63 eV. Meanwhile no sign of the conduction band is ob-
served in the ARPES results. This shows hBN has a band gap larger
than 5.95 eV.

O 46.7 Tue 18:15 Poster E
Structural Analysis of one monolayer hBN on Cu(111)
via SPA-LEED and NIXSW — eCHRISTINE BRULKE!, NIKLAS
HumBeRrG!, TiMo HEEPENSTRICK!, INA KRIEGER!, StMON WEIss?,
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SERGEY SuBacH2?2, and MoriTz SokoLowski® — llnstitut fiir on BizSe; — eCHARLOTTE SANDERS!, NILs ROLLFINGZ, ANDREAS
Physikalische und Theoretische Chemie der Universitit Bonn, Wegel- Eicu?, FaBian ArNoLD!, PascaL Ewen?, Marco Biancui!, Ma-
erstrafie 12, 53115 Bonn, Germany — Z2Peter Griinberg Institut, cies DENDzik!, MarTEO MIcHIARDI!, DANIEL WEGNERZ, PHILIP
Forschungszentrum Jiilich, 52452 Jiilich, Germany HorMaNnN!, and ALEXANDER Ako KHAJETOORIANS? — !Department
Thin films of hexagonal boron nitride (hBN) are of high interest as an of Physics and Astronomy, Interdisciplinary Nanoscience Center,
insulating material as well as a template for the formation of highly Aarhus  University, 8000 Aarhus C, Denmark — “Institute for

defined structures of organic molecules. Here, we report a detailed
structural analysis of the hBN monolayer on the Cu(111) surface by
spot profile analysis low energy electron diffraction (SPA-LEED) and
normal incidence x-ray standing waves (NIXSW). hBN grows on the
Cu(111) surface in an incommensurate structure with a lattice mis-
match of 2.3 % corresponding to an unstrained hBN layer and a domain
size of up to 170 A. The films show rotational mosaicity, however, the
majority of the hBN domains are in or close to alignment with the unit
cell vectors of the Cu(111) surface. The highly resolved SPA-LEED
patterns show detailed structures which can be explained entirely by
multiple electron scattering. Both SPA-LEED and NIXSW experi-
ments show that the hBN layer lies topologically flat on the copper
surface. The average distance between adsorbate atoms and the first
Cu layer is 3.24 + 0.01 A. We discuss our results in relation to previous
studies.

O 46.8 Tue 18:15 Poster E
Hydrogenation and dehydrogenation of hexagonal - Boron
Nitride (h-BN) on Ni(111) — eFLORIAN SpATH, FAaBIAN DULL,
CHrisToPH GLEICHWEIT, UDO BAUER, PHILIPP BACHMANN, CHRIS-
TIAN Papp, and HANS-PETER STEINRUCK — Friedrich-Alexander-
Universitét, Erlangen-Niirnberg, Germany

Hexagonal-Boron Nitride (h-BN), which is a single atom thick sheet of
alternatingly, hexagonal-arranged boron and nitrogen atoms, may be
a suitable candidate for future hydrogen storage applications. Here,
we investigate its reactivity towards atomic hydrogen, i.e. the hy-
drogenation, and subsequently the thermally activated dehydrogena-
tion. The system is investigated with high-resolution temperature pro-
grammed X-ray photoelectron spectroscopy (HR-XPS) and tempera-
ture programmed desorption (TPD). h-BN is prepared via chemical
vapor deposition of Borazine (B3N3H6) on a Ni(111) single crystal
and subsequently exposed to atomic hydrogen at low temperatures.
In HR-XPS, we find distinct chemical shifts after exposure to atomic
hydrogen. In the temperature programmed investigation, we observe
different dehydrogenation steps occurring at different temperatures,
which depend on the initial hydrogen coverage. A comparison to the
hydrogenation of graphene on Ni(111) will be shown. We acknowledge
the support by the Cluster of Excellence "EAM” and the SFB 953
?Synthetic Carbon Allotropes”.

0 46.9 Tue 18:15 Poster E
Epitaxial growth of Sn on SiC(0001): A study by scanning
tunneling microscopy — eFELIX REIS, MAXIMILIAN BAUERNFEIND,
Ravpa CLAESSEN, and JORG SCcHAFER — Physikalisches Institut, Uni-
versitat Wiirzburg

This work is motivated by the unusual properties of graphene, which
was the first material predicted to show the quantum spin Hall effect
based on its spin-polarized topological edge states, which are located
in the bulk energy gap. However, this gap is very small (order of ueV),
such that it is impossible to access the edge channels in experiment.

One approach to overcome this problem is to pursue the realization
of honeycomb lattices with high-Z atoms. A material that received
great attention by theoretical modeling is (free-standing) stanene,
made of Sn atoms and predicted to have a significantly larger bandgap
due to stronger spin-orbit interaction [1]. However, a substrate — as
needed for real-world experiments — had not been considered.

Here we report on the epitaxial growth of Sn reconstructions on
SiC(0001) in the regime of around one monolayer coverage. The struc-
tures are examined by scanning tunneling microscopy (STM) and low-
energy electron diffraction. We observe the formation of long-range
ordered Sn-induced atomic lattices. Interestingly, depending on the
coverage, these exhibit (3 x 3) or (6/3 x +/3) superstructures, respec-
tively. Close-up inspection is suggestive of hexagonal structural units.
We will present a detailed analysis of the STM results, and discuss
these in the light of theoretical predictions.

[1] Y. Xu et al., Phys. Rev. Lett. 111, 136804 (2013).

O 46.10 Tue 18:15 Poster E
Synthesis and Electronic Structure of Single-Crystal FeSe
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Molecules and Materials, Radboud University, 6500 GL Nijmegen,
Netherlands

Single-layer FeSe on SrTiOg3 exhibits a superconducting transition tem-
perature T, that is greatly enhanced over that of bulk FeSe. This fact—
which is due, in part, to complex physics at the interface of these two
materials—raises the question of whether interesting effects can be re-
alised at the interfaces between FeSe and other types of substrates.
Recent work has begun to elucidate the structure and electronic prop-
erties of single-crystal FeSe islands grown on the topological insulator
BizSe3. Here we extend this line of investigation, combining scan-
ning tunnelling microscopy and low-energy electron diffraction with a
detailed mapping of the band structure using angle-resolved photoe-
mission spectroscopy. Remarkably, our findings indicate persistence
of the Dirac cone at the FeSe-BizSes interface. We do not observe
superconductivity at temperatures down to 4.7K.

O 46.11 Tue 18:15 Poster E

Photoelectron Spectroscopy On Ferecrystalline Compounds

— eFaBIAN GOHLER', GAVIN MITCHSON?, MATTI ALEMAYEHU?,
CurisTiAN RamEL!, FLorian Speck!, Davip C. Jounnson?, and
Traomas SEYLLER! — lProfessur fiir Technische Physik, TU Chem-
nitz, Reichenhainer Str. 70, D-09126 Chemnitz, Germany —

2Department of Chemistry and Materials Science Institute, University
of Oregon, Eugene, Oregon 97403, United States

Ever since the groundbreaking work on graphene by Novoselov and
Geim, the preparation and properties of 2D materials have been of
great interest to scientists. Going forward, the stacking of different
sheet-like materials opens up new ways to design materials with spe-
cific properties. Recently, a new class of layered intergrowth materials
built up from metal monochalcogenides and transition metal dichalco-
genides has been prepared by the method of modulated elemental reac-
tants (MER)[1]. These intergrowths have been termed ferecrystals|2],
due to the turbostratic disorder occuring between the otherwise per-
fectly stacked layers.

Herein, we report the results of X-ray photoelectron spectroscopy
studies carried out on (MSe);(NbSez)o ferecrystals, where M = Pb,
Sn or Bi. Core level and valence band spectra of ferecrystals are com-
pared to the MER-produced binary compounds of MSe and NbSe2,
respectively, to investigate inter-layer charge transfer in the ferecrys-
tals.

[1] D. C. Johnson, Curr. Opin. Solid State Mater. Sci. 3, 159 (1998).
[2] M. Beekman et al, Semicond. Sci. Technol. 29, 064012 (2014).

O 46.12 Tue 18:15 Poster E
Angle-resolved photoemission spectroscopy of the possi-
ble chiral charge-density-wave state of 1T-TiSes — eSAscHA
BEeIiER, MATTHIAS KALLAENE, ARNDT QUER, and KA1l ROSSNAGEL
— Institute of Experimental and Applied Physics, University of Kiel,
24098 Kiel, Germany

The layered transition-metal dichalcogenide 17-TiSes undergoes a
transition into a commensurate 2 X 2 X 2 triple-q charge-density-wave
(CDW) state at a temperature of ~ 200 K. Recently, Ishioka et al.
discovered a possible chiral CDW phase employing scanning tunnel-
ing microscopy (STM) below 85 K. Castellan et al. determined the
transition temperature to this chiral CDW phase to be 7K below the
transition temperature into the normal CDW phase by specific heat,
electrical transport properties, and X-ray diffraction measurements.
However, a recent STM study questions the existence of an intrinsi-
cally chiral CDW state. Novello et al. rather attribute the effect to
native lattice defects and the substitution of atoms.

Here we present angle-resolved photoelectron spectroscopy (ARPES)
data on 17-TiSez utilizing circular polarized synchrotron radiation. In
the CDW phase, the electronic structure is characterized by a strong
backfolding of the Se4p-derived bands to the L-point. Dichroism
ARPES measurements of this spectroscopic order parameter at the
L point apper to be consistent with the emergence of a chiral CDW
state at temperatures below 190 K, in good agreement with the results
of Castellan et al.
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0 47.1 Tue 18:15 Poster E
Step and terrace conductivity of Ag/Si(111)-(v/3 x v/3) and
Si(111)-(7 x 7) measured by scanning tunneling potentiometry
— oFELIX LUPKE, STEFAN KORTE, VAsiLy CHEREPANOV, and BERT
VOIGTLANDER — Peter Griinberg Institut (PGI-3), Forschungszen-
trum Jilich, 52425 Jiilich, Germany, and JARA-Fundamentals of Fu-
ture Information Technology

We investigate the local electric potential of Ag(v/3 x v/3) and (7 x 7)
reconstructed Si(111) surfaces by means of scanning tunneling poten-
tiometry: Two tips of a multi-tip scanning tunneling microscope inject
a lateral current into the sample under investigation while a third tip
is scanned across the sample surface measuring the topography and
local potential simultaneously. From the measured sample geometry
and potential distribution on its surface we extract surface and step
conductivities.

O 47.2 Tue 18:15 Poster E
Local Tunneling Decay Length and Kelvin Probe Force Spec-
troscopy — ®FLORIAN ALBRECHT!, MARTIN FLEISCHMANNZ, MAN-
FRED SCHEER?, LEo Gross3, and Jascua Repp! — lInstitute of
Experimental and Applied Physics, University of Regensburg, 93053
Regensburg, Germany — 2Institute of Inorganic Chemistry, Univer-
sity of Regensburg, 93053 Regensburg, Germany — 3IBM Research -
Zurich, 8803 Riischlikon, Switzerland

Current-distance spectroscopy has been widely applied to determine
variations of the work function at surfaces. While for homogeneous
sample areas this technique is commonly accepted to yield at least qual-
itative results, its applicability to atomic-scale variations has not been
proven neither right nor wrong. Here we benchmark current-distance
decay constant measurements against the well established Kelvin probe
force spectroscopy method for distinctly different cases with atomic-
scale variations of the local contact potential. Whereas the maps of
the current-distance decay constant are consistent with being topo-
graphical artifacts, the Kelvin probe force spectroscopy maps show
variations of the local contact potential difference in agreement with
expected surface dipoles. This comparison clarifies that maps of the
current-distance decay constant are not suited to directly characterize
contact potential variations at surfaces on atomic length scales.

0 47.3 Tue 18:15 Poster E
Force and Kelvin Probe Measurements on Confined Elec-
tronic States inside Quantum Resonators — eFaBIAN QUECK,
FroriAN ALBRECHT, and JascHA REPP — Institute of Experimen-
tal and Applied Physics, University of Regensburg, 93053 Regensburg,
Germany

On close-packed surfaces of noble metals such as Cu(111) surface state
electrons form a nearly free electron gas in two dimensions. The elec-
trons are scattered from step-edges, point defects and adsorbates giving
rise to standing wave patterns, which can be engineered by so-called
quantum corrals (1). The standing wave patterns give rise to long
range interactions between adsorbates (2) and should therefore be as-
sociated with measurable forces between scatterers.

At last year*s DPG meeting we presented preliminary results to di-
rectly measure these forces with atomic force microscopy and possible
changes of the local contact potential difference arising from the modu-
lation of the surface local density of states associated with the standing
wave patterns. Here, we will present much more detailed atomic force
microscopy and Kelvin probe spectroscopy data on this topic as well
as electron density simulations that confirm our results.

(1) M. F. Crommie, C. P. Lutz, and D. M. Eigler. Confine-
ment of Electrons to Quantum Corrals on a Metal Surface. Science,
262(5131):218*220, 1993.

(2) J. Repp. Rastertunnelmikroskopie und -spektroskopie an Adsor-
baten auf Metall und Isolatoroberflaechen. PhD thesis, Freie Univer-
sitaet Berlin, 2002.

O 474 Tue 18:15 Poster E
in Porphyrin Nanostructures
INco BARkE!, ALExE] FRIEDRICH!,
PErR-ARNO ProTz!, KEvIN OLDENBURG!, JOHANNES A.A.W.
ELEMANSZ, MOHAMMADREzZA BaHRAMI}, KARL-HEINZ MEIWES-

Brorr!, Oriver Konn!, STEraN LocHBRUNNER!, and Svyrvia

Long-Lived Excited States

— eHANNES HaRTMANN!,

1

79
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SPELLER! — 1University of Rostock, Institute of Physics, 18059
Rostock, Germany — 2Radboud University Nijmegen, Institute for
Molecules and Materials, 6525 AJ Nijmegen, The Netherlands

Long-lived excitons are a promising pathway for energy transfer over
long distances. Here we show that self-organized porphyrin nanostruc-
tures host excited states with surprisingly long lifetimes. The molecule
aggregates are investigated by spatially and time-resolved photoemis-
sion electron microscopy (PEEM). While time-resolved fluorescence
spectroscopy reveals lifetimes in the nanosecond range, additional de-
cay processes are observed by PEEM with substantially longer time
constants. These optically dark states may enable an efficient energy
transport channel within the aggregates.

O 47.5 Tue 18:15 Poster E
Towards  ToF Momentum  Microscopy With CW
Sources Using an Ultrafast Chopper Scheme — eANNA
ZAPOROZHCHENKO 2, OLENA FEDCHENKO!, KATERINA MEDJANIKS L,
SERGEJ CHERNOV!, ANDREAS OELSNER?, Hans-JoacHiM ELMERs!2,
and GERD ScHONHENSED? — llnstitut fiir Physik, JOGU, 55099
Mainz, Germany — 2Graduate School of Excellence MAINZ, 55128
Mainz, Germany — 3Lund University, MAX IV Laboratory, 22100
Lund, Sweden — 4Surface Concept GmbH, 55124 Mainz, Germany

The use of time-of-flight techniques for high-resolution spectroscopy
and momentum microscopy requires a defined time structure of the
photon beam. The time resolution of 3D (x,y,t)-resolving detectors,
e.g. the delay-line detector, is typically 150 ps [1]. Thus a period
of the exciting photon pulses of 200 ns (pulse rate of 5 MHz) yields
more than 1000 time slices, sufficient for high-resolution spectroscopy.
We developed an ultrafast electron-optical deflector system capable of
chopping the desired pulse repetition rate out of a faster pulse train
or even out of a continuous-wave signal. A first experiment with a
laboratory He source was performed. In the first prototype pulse pro-
files of 2 ns width have been achieved. One goal is to chop lower pulse
rates from the 100 or 500 MHz multibunch signal of storage rings. The
current status of this development will be shown. Funded by BMBF
(05K13UM1)

O 47.6 Tue 18:15 Poster E
Investigation of Coronene Thin-Films on Ag(111) Using
Photoelectron Spectroscopy — eCHRISTIAN UDHARDT, FELIX
Orto, Tino KIRCHHUBEL, FALKO SoJka, ToBias HUMPFNER, BERND
SCcHROTER, RoMAN FORKER, and TORSTEN FRiTz — Institute of
Solid State Physics, Friedrich Schiller University Jena, Helmholtzweg
5, 07743 Jena, Germany

Several metal-intercalated aromatic hydrocarbons, including potas-
sium intercalated coronene, were found to have superconductive prop-
erties [Kubozono et. al, Phys. Chem. Chem. Phys. 13, 16476 (2011)].
Preparing and investigating the organic materials as thin films on var-
ious substrates can give access to the underlying mechanisms of the
observed superconductivity and make the materials available for a po-
tential use in electronic devices. Here we characterized the electronic
structure of the coronene molecules prepared as thin films in the mono-
layer range on Ag(111) using ultraviolet and X-ray photoelectron spec-
troscopy (UPS and XPS). Comparing the results of ks, ky -dependent
UPS measurements with those from low-energy electron diffraction
(LEED) and density functional theory (DFT) calculations we were able
to reconstruct the alignment of the coronene molecules with respect to
the Ag(111) surface. Results after doping the films with potassium are
presented as well.

O 47.7 Tue 18:15 Poster E

Low temperature scanning tunneling microscopy inves-
tigation of the phase change material GeaSbyTes; —
eDaNIEL MonTtac!, JENs KELLNER!, CHRISTIAN PauLy!, MAR-

1. ALEssaNDRO GIUSSANIZ,

cus LIEBMANN-,

RAFFAELLA CALARCO2, RICHARD DRroNskowskI®, and MARKUS
MoRGENSTERN! — 1II. Physikalisches Institut B, RWTH Aachen Uni-
versity, Germany — 2Paul Drude Institut fiir Festkdrperelektronik,
Berlin, Germany — 3Institute of Inorganic Chemistry, RWTH Aachen

University, Germany

VOLKER DERINGER?,

We present a scanning tunneling microscopy (STM) study of the phase
change material Gea2SbaTes (GST), epitaxially grown on Si(111) in the
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metastable cubic phase and transferred in-situ in ultrahigh vacuum
from the molecular beam epitaxy system to the STM. Despite the
fact that GST is already commercially used, there is still no complete
understanding of the ultra fast switching speed, the strong resistance
change, and the high endurance of the Ge-Sb-Te alloys. One contribu-
tion to such a theory is an atomic scale understanding of the electronic
properties of GST including the disorder caused by the relatively high
vacancy content in the GeSb layers. We present %-ﬁeld measurement
on the atomic scale conducted at 8K. The analysis shows spatial fluc-
tuations of the valence band onset and the gap width, wich is probably
related to a random distribution of the Ge and Sb atoms. Moreover,
particular structures within the STM images probing mainly the sur-
face Te layer are compared with density functional theory calculations.

O 47.8 Tue 18:15 Poster E
Fermi surface mapping of the phase change material
GesSbyTes by photoelectron spectroscopy — JENs KELLNER!,
MaRrcus LieBMaNN!, CHRisTIAN Paury?!, Jos Boscuker?, Rur Nina
Wanc?, EvanceELos GoLias®, JAIME SANCHEz-BARRIGAS, OLIVER
RADER3, RAFFAELLA CALARCO?, and MARKUS MORGENSTERN' —
1. Physikalisches Institut B, RWTH Aachen — 2Paul Drude Institut

fiir Festkorpelektronik, Berlin — 3Helmholtz-Zentrum, BESSY, Berlin

Phase change materials (PCM) have become essential components of
optical memories (DVD-RW, Blu-ray Disc, ...) and they are important
candidates for future non-volatile computer memories. Understanding
the fundamental electronic properties would thus be important to im-
prove the phase change characteristics. We present an angle-resolved
photoemission (ARPES) study of the ternary PCM GezSbaTes, epi-
taxially grown on Si(111) in the metastable cubic phase. The sam-
ple was transferred in-situ in ultrahigh vacuum from the molecular
beam epitaxy system to the analysis chamber, where we performed
a three-dimensional mapping of the band structure by variation of
the photon energy (15-31 €V). The states close to the Fermi energy,
which are contributing to the transport, are used to construct three-
dimensional constant energy surfaces mimicking the Fermi surface rel-
evant for the metallic conductivity of the crystalline phase. Additional
spin-polarized ARPES measurements identify a surface state close to
the Fermi level with a spin polarization of nearly 100%.

O 47.9 Tue 18:15 Poster E
Investigation of the Potassium-Doping of Tetraphenyldiben-
zoperiflanthene (DBP) on Ag(111) by Photoelectron Spec-
troscopy — eFELIXx OtT0o, CHRISTIAN UDHARDT, TiNno KIRCH-
HUEBEL, BERND SCHROETER, RoMAN FORKER, and TORSTEN FRriTZ
— Institute of Solid State Physics, Friedrich Schiller University Jena,
Helmholtzweg 5, 07743 Jena, Germany

Tetraphenyldibenzoperiflanthene (DBP, Cg4Hsg) has been explored
for some years because of its possible use in organic electronics [1].
DBP consists of an aromatic backbone with four phenyl rings attached
nearly perpendicular to the molecular plane. We analysed the change
of electronic properties due to the doping process of this organic dye
with potassium. Special attention is paid to the possible adsorption
sites of the potassium atoms in the organic/inorganic heterosystem.
We used in situ differential reflectance spectroscopy (DRS) to deter-
mine changes of the optical properties due to the potassium deposition
[2, 3]. These results are compared with x-ray (XPS) and ultravio-
let photoelectron spectroscopic (UPS) measurements to elucidate the
charge transfer between the alkali metal and DBP. Furthermore effects
on the electronic structure are discussed in terms of lowest unoccupied
molecular orbital (LUMO) filling and the evolution of an interface
dipole.

[1] J. D. Debad et al., J. Am. Chem. Soc. 118, 2374 (1996).

[2] R. Forker and T. Fritz, Phys. Chem. Chem. Phys. 11, 2142
(2009).

[3] R. Forker et al., Annu. Rep. Prog. Chem., Sect. C: Phys. Chem.
108, 34 (2012).

O 47.10 Tue 18:15 Poster E
Thickness dependent electronic structure and Kondo reso-
nance of CePts on Pt(111) — eKATHARINA TREIBER, HENRI-
ETTE Maass, HOLGER ScuHwAB, HENDRIK BENTMANN, and FRIEDRICH
REINERT — Experimentelle Physik VII, Universitdat Wiirzburg, 97074
Wiirzburg

At low temperatures local interactions between Ce 4f— and conduc-
tion electrons in thin films of CePts on Pt(111) lead to a spectral
feature at the Fermi surface — the Kondo resonance [1]. At even
lower temperatures heavy quasiparticles interact and form coherent

80

heavy fermion bands at the Fermi-level [2]. Whereas previous studies
showed that the CePts surface alloy appears in a variety of different
phases depending on Ce coverage and post annealing procedure [3],
most photoemission studies have been carried out on a phase occur-
ring at a surface coverage of four unit cells CePts on Pt(111).

In this contribution we examine the electronic structure of the dif-
ferent surface phases by angle-resolved photoemission (ARPES) at low
temperatures considering Fermi surface, Kondo resonance and band-
structure. Furthermore, we explore the Kondo temperature which re-
cently has been suggested to show a dependency on the CePts film
thickness on the basis of x-ray absorption spectroscopy and x-ray mag-
netic circular dichroism studies [4].

[1] M. Garnier et al., Phys. Rev. B 56, R11399(R), (1997)

[2] M. Klein et al., Phys. Rev. Lett. 106, 186407, (2011)

[3] J. Tang et al., Phys. Rev. B 15, 15342, (1993)

[4] C. Praetorius et al., Phys. Rev. B 92, 045116, (2015)

O 47.11 Tue 18:15 Poster E
Spin-orbit interaction in Pb monolayers on Si(111) —
oCHRISTIAN Branp!, Harvue Liv!l, PuiLipp KrOGER!, HERBERT
PrNURY, GABRIEL Lanporr?3, Jan-Huco D124, STEFAN MUFF24,
MicHAEL C. TrINGIDES®, and CuRisToPH TEGENKAMP! — !Leibniz
Universitit Hannover, Germany — 2Swiss Light Source, Villigen,
Switzerland — 3Universitit Ziirich, Switzerland — “Ecole Polytech-
nique Fédérale de Lausanne, Switzerland — ® Ames Laboratory & Iowa
State University, Ames, USA

Atomic monolayers (ML) of Pb/Si(111) have recently been found to
be superconducting below T¢ 1.6 K, but the mechanism behind
the evolution of these 2d states is yet not understood. In the range
from 6/5ML to 4/3 ML supercells consisting of linear combinations of
V7 x v/3 and v/3 x v/3 unit cells are formed (so-called Devil’s stair-
case regime). This allows us to the tune spin-orbit interaction (SOI),
the electronic and atomic structure via adsorption of minute amounts
of Pb. In this study we present (SR)-ARPES, DC-, and magneto-
transport measurements at low 7' (> T¢) to evaluate the influence
of SOI on the Pb surface states. As derived from magneto-transport
weak-antilocaization occurs indicating strong SOI, while Hall resis-
tance slopes shows pure n-type conductivity. The carrier concentra-
tions agree well with EDCs from ARPES, while SR-MDCs reveal a
complex spin-texture at EFr in Pb surface states around the surface
high symmetry points. Moreover, Pb induced high Schottky barriers
at highly n-doped substrates reveal new insights into hybridization of
Si bulk states in valence band by confinement effects near the surface.

~
~

O 47.12 Tue 18:15 Poster E

Scanning Tunneling Microscopy study of a newly pro-

posed Topological Insulator ZrTe; — eTmio Kumn', Luca
GRAGNANIELLO', GABRIEL AuTks?, GiuLiA Manzoni?, ALBERTO
CrePALDI®, Fuwio Parmiciani®, HeLmure BEerRcer?, OLEG

Yazyev?, and MikaaiL Fonin! — Universitit Konstanz, Univer-
sitdtsstrafe 10, 78464 Konstanz, Germany — Z2Institute of Con-
densed Matter Physics, Ecole Polytechnique Fédérale de Lausanne
(EPFL), CH-1015 Lausanne, Switzerland — 3Elettra-Sincrotrone Tri-
este, Strada Statale 14, 34149 Basovizza, Trieste, Italy — 4Universita
degli Studi di Trieste, Via A. Valerio 2, Trieste 34127, Italy

Topological insulators belong to a new kind of material class that
posses robust gapless states inside the insulating bulk gap, which makes
them promising candidates for achieving dissipationless transport de-
vices. We present a Scanning tunneling microscopy (STM) and spec-
troscopy (STS) study on a layered material ZrTes, a promising candi-
date for a new topological insulator. The crystal structure could clearly
be identified in topography images. STM measurements enabled direct
imaging of standing waves at steps and defects. The standing waves
show a clearly dispersive character. Furthermore STS measurements
are in good agreement with density functional theory calculations and
reveal Landau quantization with applied magnetic field. Comparison
with data obtained by angle resolved photoemission spectroscopy al-
lows for detailed insights into the electronic properties of this material.

O 47.13 Tue 18:15 Poster E
Probing the electronic structure of epitaxially grown topo-
logical insulators with varying magnetic doping — eSonja

ScuATZz!, MOHAMMED AL-BapHANI!, THIAGO R. F. PEIXOTO!,

HeNRIETTE Maass!, CurisTopn SEIBEL!, HENDRIK BENTMANN!,
GRzEGORZ KARCZEWSKI23, STEFFEN SCHREYECKZ, MARTIN
WINNERLEIN2, CHARLES GouLb?, KARL BRUNNER?, LAURENS
MorLenkAMP?, and FRiEDRICH REINERT! — !Experimentelle Physik
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VII, Universitit Wiirzburg, D-97074 Wiirzburg — 2Experimentelle
Physik III, Universitit Wiirzburg, D-97074 Wiirzburg — 3Institute of
Physics, Polish Academy of Science, 02-668 Warsaw, Poland

We will present an overview of recent photoelectron spectroscopy
(PES) studies of epitaxial topological insulator (TI) thin films. In
particular, we investigated (BiSb)oTes layers with a particular focus
on magnetic doping with V and Cr impurities. X-ray photoemission
(XPS) and absorption measurements of the 2p core level lines provide
information on the incorporation of the impurities in the TT host mate-
rial. Resonant PES allows us to address the V 3d states in the valence
band which are expected to play a crucial role for the exotic magnetic
and transport properties of these systems. Furthermore, angle-resolved
PES of the topological surface state in BigSeaTe films will be presented,
focusing on anisotropy effects in the Fermi surface [1]. The strength
of the anisotropy lies between BiaSesz and BixTes. Angle-dependent
XPS is used to characterize chemical shifts in the core level lines and
to obtain information of the chemical composition near the surface [1].
[1] H. Maaf et al., J. Appl. Phys. 116, 193708, (2014)

O 47.14 Tue 18:15 Poster E
Alpha-Sn: doping and Te coating study — eCAROLINE VON
ANDRIAN-WERBURG, MARKUS ScHoLz, FeELix REis, Victor Ro-
GALEV, RAaLPH CLAESSEN, and JORG ScHAFER — Physikalisches In-

stitut, Universitat Wiirzburg, 97074 Wiirzburg, Germany

Topological insulators (TIs) promise an outstanding progress in trans-
formation of conventional electronics to spintronics. In that scope
mono-elemental 3D TIs would have a significant advantage due to the
simplicity of growth and defect control. However, the only example de-
scribed so far is the low temperature phase of Sn (a-Sn) [1]. Recently
it was found that using Molecular Beam Epitaxy one can stabilize the
low-T phase of Sn with topological character on a substrate with a
slightly mismatched lattice (0, 14%)[2]. This compressive strain in-
duces a gap at the Fermi level of the otherwise gapless a-Sn with
band inversion, thus enabling the occurrence of the topological surface
states. In the current study we explore further important steps to-
wards the technological application of a-Sn, namely, the possibility of
doping to vary the position of the Fermi level and protective capping
of the film. The protective layer is required in case of ex-situ transfer
operations. For both purposes we find elemental Te to be a suitable
candidate. A small amount of the Te during the co-deposition with Sn
allows to introduce a n-doping of the material, while the amorphous
Te overlayer protects the surface from the unnecessary contamination
and can be removed by moderate annealing.
[1] L. Fu and C. L. Kane, Phys. Rev. B. 76, 045302 (2007).
[2] A. Barfuss et al., Phys. Rev. Lett. 111, 157205 (2013).
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O 48.1 Tue 18:15 Poster E
High-Mobility Sm-Doped Bi2Se3 Ferromagnetic Topological
Insulators and Robust Exchange Coupling — eTaisur CHEN —
Max Plank Institute for Chemical Physics of Solids, 01187 Dresden,
Germany

Magnetically doped topological insulators (MTIs) are emerging as a
new platform of dilute magnetic semiconductors (DMSs) as a result
of growing interest in topological magnetoelectric effect, the quan-
tum spin/anomalous Hall Effect, and Dirac fermion-mediated mag-
netic coupling physics [1]. However, the traditional transition metal
magnetic elements doped topological insulators are often hindered by
the inadequate material quality, which is demonstrated by the low
mobility of the samples [2-4]. In this work [5], we show the successful
preparation of a series of new Sm-doped Bi2Se3 MTIs, which exhibit
ferromagnetism up to about 52 K and a suppressed bulk electron car-
rier concentration as low as 1018 cm*3 in order. Clear Shubnikov*de
Haas oscillations are observed in these samples. All evidence suggests
that Sm-doped Bi2Se3 is a candidate high-mobility MTI.

O 48.2 Tue 18:15 Poster E
High-Mobility Sm-Doped Bi2Se3 Ferromagnetic Topological
Insulators and Robust Exchange Coupling — eTaisur CHEN —
Max Plank Institute for Chemical Physics of Solids, 01187 Dresden,
Germany

Magnetically doped topological insulators (MTIs) are emerging as a
new platform of dilute magnetic semiconductors (DMSs) as a result
of growing interest in topological magnetoelectric effect, the quan-
tum spin/anomalous Hall Effect, and Dirac fermion-mediated mag-
netic coupling physics [1]. However, the traditional transition metal
magnetic elements doped topological insulators are often hindered by
the inadequate material quality, which is demonstrated by the low
mobility of the samples [2-4]. In this work [5], we show the successful
preparation of a series of new Sm-doped Bi2Se3 MTIs, which exhibit
ferromagnetism up to about 52 K and a suppressed bulk electron car-
rier concentration as low as 1018 cm*3 in order. Clear Shubnikov*de
Haas oscillations are observed in these samples. All evidence suggests
that Sm-doped Bi2Se3 is a candidate high-mobility MTI.

References [1] X. L. Qi, et al., Physical Review B 78, 195424 (2008).
[2] C. Z. Chang, et al., Science 340, 6129, (2013). [3] C. Z. Chang, et
al., Nature Materials 14, 5, (2015). [4] Y. L. Chen, et al., Science 329,
5992, (2010). [5] T. S. Chen, et al., Advanced Materials 27, 33, (2015).

O 48.3 Tue 18:15 Poster E
Laser induced DC photocurrents in a Topological Insula-
tor thin film — eNiNna MEevER!, THoMAs ScHUMANN!, Dac-

MAR BuTkovicovi2, Eva SCHMORANZEROVAZ, HELENA REICHLOVAS,
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GRrREGOR MussLER?, PETR NEMEC?, DETLEV GRUTzZMACHER?, and

MaRrkus MONzZENBERG! — lInstitute of Physics, Ernst-Moritz-Arndt
University, Greifswald,Germany — 2Faculty of Mathematics and
Physics, Charles University, Prague, Czech Republic — 3Institute of
Physics ASCR v.v.i., Prague, Czech Republic — 4Peter Griinberg In-
stitute (PGI-9), Jiilich, Germany

Recent experiments give evidence that the optical excitation of spin-
polarized surface states of topological insulators (TI) can launch elec-
tron currents along the surface whose direction can be controlled by
varying the polarization of the driving light [1]. We generated a pho-
tocurrent by illuminating TI (Bi, Sb)2Tes thin films with laser light
whose polarization changes periodically. The laser light was focused to
a 6 pm spot on the device by an objective. We found and will discuss
that the photocurrent has at least two parts on different time dynam-
ics. Furthermore we determined different Parameters like [1] and show
their dependence on polarization and additional experimental param-
eters. The films with a thickness of 20 nm were structured to Hall bar
devices.

‘We acknowledge funding through DFG priority program SPP "Topo-
logical Insulators" and DAAD PPP Czech Republic "FemtomagTopo".
[1] J. W. Mclver, D. Hsieh, H. Steinberg, P. Jarillo-Herrero and N.
Gedik, Nature Nanotechnology 7, 96-100 (2012)

O 48.4 Tue 18:15 Poster E
‘W(110) and Ta(110): A Playground for Spin-Orbit-Induced
Effects on Surface States — eH. WorTELEN!, K. M1vamoro?, H.
MirnosseINT?, B. ENcELkAMP!, A.B. Scamipt!, J. HEnk?, and M.
Donatu! — Universitit Miinster — 2HSRC, Hiroshima University —
3MPI fiir Mikrostrukturphysik Halle — 4Universitéit Halle-Wittenberg

The influence of spin-orbit effects on the surface electronic structure
of W(110) and Ta(110) was investigated with spin- and angle-resolved
photoemission and inverse photoemission experiments and electronic-
structure calculations. We present a comprehensive E(k”) picture of
the electronic states and their spin texture in the occupied and unoc-
cupied regime.

Tungsten and tantalum, direct neighbors in the periodic table, ex-
hibit a very similar electronic structure, yet with a shifted Fermi energy
due to the one electron difference. Both elements exhibit a becc crys-
tal structure, however, with different lattice parameters resulting in
differently pronounced hybridization of surface and bulk bands. As a
consequence, a Dirac-cone-like surface state, reminiscent of a topolog-
ical surface state, observed for W(110) below Er [1,2] has no apparent
equivalent on Ta(110), although it is expected above Ep [3]. Further-
more, a Rashba-split d 2 surface state appears on Ta(110) [4], which
has no equivalent on W(110).

[1] Miyamoto et al., Phys. Rev. Lett. 108, 066808 (2012)
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[2] Mirhosseini et al., New J. Phys. 15, 033019 (2013)
[3] Engelkamp et al., Phys. Rev. B 92, 085401 (2015)
[4] Wortelen et al., Phys. Rev. B 92, 161408(R) (2015)

O 48.5 Tue 18:15 Poster E
First-principles dynamical spin and charge currents in mag-
netic nanostructures — eSAascHA BRINKER, FILIPE Souza MENDES
GUIMARAES, MANUEL DoOs SANTOs Dias, and Samir Lounis —
Peter Griinberg Institut and Institute for Advanced Simulation,
Forschungszentrum Jiilich and JARA, D-52425 Jiilich, Germany

We investigate the spatial distribution of ground state and dynam-
ical spin and charge currents in magnetic nanostructures from first-
principles. We outline our density functional theory implementation in
the Korringa-Kohn-Rostoker Green function method, in a real-space
approach. Small magnetic nanostructures are considered, e.g. Fe
adatoms, dimers and trimers on the Au(111) and Pt(111) surfaces.
Our findings should be relevant for recent and future microscopy tech-
niques [1].

Work funded by the HGF-YIG Programme FunSilLab — Functional
Nanoscale Structure Probe and Simulation Laboratory (VH-NG-717).

[1] A. Lubk, A. Béché, and J. Verbeeck, Phys. Rev. Lett. 115, 176101
(2015)

O 48.6 Tue 18:15 Poster E
Bi/Ag(111) vs. Pb/Ag(111) along TM and T K — A compara-

tive study of the unoccupied states — eKATHARINA T. RITTER!,

SuNE N. P. WissinGg!, ANKE B. ScumipT!, HOSSEIN MIRHOSSEINIZ,
STEVEN AcHILLES®, JURGEN HEeNk®, and Markus Donatu! —
LPhysikalisches Institut, Westfilische Wilhelms-Universitét Miinster,
Germany — 2Max-Planck-Institut fiir Mikrostrukturphysik, Halle,
Germany — S3Institut fiir Physik, Martin-Luther-Universitat Halle-

Wittenberg, Germany

Surface alloys of heavy metal elements on noble metal surfaces exhibit
strongly Rashba-split band structures. Especially surface alloys with
(\/g X \/g)RZSOO reconstruction have been investigated over the last few
years.

Here, we compare Bi/Ag(111) and Pb/Ag(111) systematically. We
present spin- and angle-resolved inverse photoemission data for both
high-symmetry directions ' M and I K. The experimental data is com-
plemented by theoretical calculations.

Changing the adsorbate from Bi to Pb results in an energetic shift
of the surface states and leads to a different size of the spin splitting.
These changes are attributed to the adsorbate’s atomic number, which
is connected to the atomic spin-orbit coupling, as well as to its size,
thus the relaxation of the surface.

O 48.7 Tue 18:15 Poster E
Spin filtering in Bi superstructures on a Au(11ll) sur-
face — SEBASTIAN JakoBs!'2, eDoMINIK JUNGKENN!, CHRISTIAN
TuscHE®, JURGEN KIRSCHNER®, BENJAMIN STADTMULLER!, MIRKO
CINCHETTI', STEFAN MaTHIAS?, and MARTIN AESCHLIMANN®
IDepartment of Physics and Research Center OPTIMAS, University of
Kaiserslautern, Erwin-Schrédinger-Str 46, 67663 Kaiserslautern, Ger-
many — 2Graduate School of Excellence Materials Science in Mainz,
Erwin Schroedinger Strafe 46, 67663 Kaiserslautern, Germany —
3Max-Planck-Institut fiir Mikrostrukturphysik, Weinberg 2, 062120
Halle/Saale, Germany — *I. Physikalisches Institut, Georg-August-
Universitdt Gottingen, Friedrich-Hund-Platz 1, 37077 Gottingen, Ger-
many

Spin dependent scattering of electrons at interfaces is one of the most
relevant microscopic processes that determine the performance of spin-
tronics devices. However, the scattering process itself is hard to address
experimentally. Here, we use spin-resolved momentum microscopy to
investigate the scattering of photoelectrons from a Au(111) surface on
Bi superstructures. We will show that the Bi/Au(111) interface con-
stitutes a simple model system to understand spin dependent electron
scattering processes on the microscopic level, since the spin polariza-
tion changes with the number and direction of scattering events.

O 48.8 Tue 18:15 Poster E
Inelastic spin excitations and many-body effects in Fe por-
phins — eLa#TIiTIA FARINACCI, NINO HATTER, SONJA SCHUBERT,
BensaMIN W. HEINRICH, and KATHARINA J. FRANKE — Fachbereich

82

Physik, Freie Universitat Berlin, Arnimallee 14, 14195 Berlin, Ger-
many

Magnetism of 3d metals in molecules is commonly treated by crystal
field theory. Nonetheless, in case of strong hybridization of the d levels
with ligand orbitals this approach may be insufficient. Modification of
the conjugated 7 system could give insight in the influence of such
hybridization effects.

Using STM and STS we investigate the properties of the H2P por-
phins adsorbed on Au(111). After deposition, only monomers are ob-
served on the surface. Annealing to 630 K triggers their polymerization
and metalation of the molecules is achieved by Fe deposition at 300 K.

In spectroscopy, FeP monomers and dimers present various features
around the Fermi energy above their Fe centers as well as above spe-
cific parts of their molecular ligand. Depending on the nature and
adsorption site of the molecules, steps localized at energies up to +
14 mV as well as a zero bias anomaly similar to a Fano-line shape can
be observed. These features result from an interplay between inelastic
spin excitations and many-body effects: their shape, broadening and
localization cannot be fully addressed by crystal field theory and have
to be related to the mixing of the Fe d levels with organic orbitals
reported by theory [1] as well as to various couplings to the substrate.

[1] M.E. Ali, et al., J. Phys. Chem. B 116, 5849 (2012).

O 48.9 Tue 18:15 Poster E
Correlation effects in the surface electronic structure of
Fe(110) — eBEeATRICE ANDRES, MARKO WIETSTRUK, and MARTIN
WEINELT — Fachbereich Physik, Freie Universitdt Berlin, Arnimallee
14, 14195 Berlin

Beyond one-electron mean-field theories, electronic band energies are
renormalized by many-body effects. Such a renormalization can di-
rectly be observed in photoemission as a kink in the band dispersion,
where the band reaches the excitation energy of a quasi particle. In
laser photoemission (hv = 6.2 €V) on Fe/W(110) we find an occupied
surface band crossing the Fermi level at ~ 0.1 A~! in I-H direction.
‘We observe a pronounced energy renormalization in this iron minority-
spin surface state at 160 meV binding energy. Following Ref. [1], we
assign this to a renormalization by magnon dressing of the surface
electrons.

Applying spin-resolved photoemission, we are able to track the spin
polarization of the surface band and ensure that the observed kink is
not a trivial crossing of two bands. Our spin detection is based on ex-
change scattering at a magnetized Fe/W(001) target. By switching the
magnetization of sample and scattering target separately, we are able
to distinguish between spin polarization and dichroic effects in the pho-
toemission process. Thereby, we find the magnetic-linear-dichroic con-
trast changing sign crossing the kink as expected for spin-momentum
coupling.

[1] Jorg Schéfer, Phys. Rev. Lett. 92, 097205 (2004)

O 48.10 Tue 18:15 Poster E
Non-collinear spin-states in dilute 1D chains induced by
Dzyaloshinskii-Moriya interaction — eMANUEL STEINBRECHER!,
ALEXANDER Ako KHaJETOORIANSD:2, JENs WIEBE!, and RoLAND
WIESENDANGER! — 1INF, Hamburg University, 20355 Hamburg, Ger-
many — 2IMM, Radboud University, 6525 AJ Nijmegen, The Nether-
lands

Nanostructures of coupled atomic spins are of high interest for future
spintronic applications. Therefore, a deep understanding of the be-
havior of single magnetic atoms deposited on metallic surfaces and of
the coupling between several of these spins is mandatory. By using
the tip of a scanning tunneling microscope as a tool, single atoms can
be moved on a surface [1] to build artificial nanostructures. Realizing
bottom-up fabricated 1D spin chains so far led to simple ferromagnetic
[2] or antiferromagnetic [3] ground states described by Néel states [4,5].
When using a heavy spin-orbit coupling material, like a Pt(111) sur-
face [6], as a substrate we showed that we can tune the strength of an
anisotropic, indirect exchange interaction between indidivual Fe atoms,
namely the Dzyaloshinskii-Moriya interaction [7]. With this knowledge
we were able to build 1D spin chains and induce non-collinear spin
states in the chains, resulting in exotic magnetic behavior. [1] Eigler
and Schweizer, Nature 344, 524 (1990); [2] Gambardella et al., Nature
416, 301 (2002); [3] Hirjibehedin et al., Science 312, 1021 (2006); [4]
Khajetoorians et al., Science 332, 1062 (2011); [5] Khajetoorians et al.,
Nat. Phys. 8, 497 (2012); [6] Khajetoorians et al., PRL 111, 157204
(2013); [7] Khajetoorians et al., Nat. Commun., submitted (2015)
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O 49: Metal Substrates: Structure, Adsorption and Growth

Time: Tuesday 18:15-20:30

0O 49.1 Tue 18:15 Poster E
On the microscopic structure of the Ag(441) surface —
o THORSTEN WAGNER, ROBERT ZIMMERLEITER, DANIEL RoMAN
FRriTz, and PETER ZEPPENFELD — Johannes Kepler University Linz,
Institute for Experimental Physics, Austria

Regularly stepped (vicinal) surfaces provide a convenient path to con-
trol the number of defects of a surface. They can be easily prepared by
a slight miscut of a low index surface. In the case of an fcc(nnl) surface
with small integer n it is even expected that the large number of steps
will dominate the surface properties. Here we report on a study of the
Ag(441) surface using a combination of scanning tunneling microscopy
(STM) and high resolution electron diffraction (SPA-LEED). The STM
data suggest a statistical distribution of the step width which can be
described by a I'-probability distribution. In fact, the steps are not ran-
domly distributed but are interacting. The detailed statistical analysis
of the images also reveals that the terraces are formed by an integer
number of (331) building blocks whereas the actual steps are given by
(551) microfacets. In order to compare the electron diffraction data to
the real space information from the STM experiment, we carried out
simulations of the reciprocal space maps (RSM) in the framework of
the simple kinematic approximation. In the case of narrow, interacting
steps one has to be cautious to carry out a correct interpretation of
the experimental RSM based on the splitting of the rods and their tilt
angle, only. Especially the latter is strongly influenced by the correct
alignment of the sample.

0 49.2 Tue 18:15 Poster E
DFT-based survey of site dependent interaction of halo-
gen atoms with the (001) surfaces of Cu, Ag, and Au —
e ALEXANDRA C. DAviLA, Lukas DEUCHLER, SONKE BUTTENSCHON,
and EckHARD PEHLKE — Institut fiir Theoretische Physik und Astro-
physik, Christian-Albrechts-Universitéat zu Kiel

Diffusion at electrochemical interfaces is a decisive factor for, e.g.,
metal electrodeposition using halogen ion containing electrolytes [1].
The potential dependent growth has been ascribed to the variation of
activation energy barriers due to the interaction of adsorbate-induced
electric dipoles with the electric field at the surface [1,2]. In order to
identify trends that may be relevant for the diffusion of halogen atoms
on coinage metal (001) surfaces, we present a survey based on density
functional total energy calculations with VASP [3,4] for the potential
energy surface calculated for particular geometries corresponding to
halogen atoms at the hollow, bridge, and top sites, and the associated
electric dipole moments. Results both for separated halogen atoms and
for coverage © = 0.5 are compared to DFT data from the literature,
e.g. Ref. [5].

[1] M. Ruge, F. Golks, J. Zegenhagen, O.M. Magnussen, J. Stettner,
Phys. Rev. Lett. 112, 055503 (2014).

[2] M. Giesen, G. Beltramo, S. Dieluweit J. Miiller, H. Ibach, W.
Schmickler, Surf. Sci. 595, 127 (2005).

[3] G. Kresse, J. Hafner, Phys. Rev. B 49, 14251 (1994).

[4] //www.vasp.at.

[5] A. Migani, F. Illas, J. Phys. Chem B 110, 11894 (2006).

0 49.3 Tue 18:15 Poster E
Diffusion properties of lithium studied using DFT: growth
phenomena and the effect of an electric field — eMaRrkuUs
JAckLeD? and AxeL Grossh? — lHelmholtz Institut Ulm - Elek-
trochemische Energiespeicherung, 89069 Ulm, Germany — 2Institut
fiir Theoretische Chemie, Universitat Ulm, 89069 Ulm, Germany

The formation of dendrites poses a big problem in batteries and can
lead to short-circuits during battery operation. As metal growth pro-
cesses are intimately linked to diffusion, we have extended our ini-
tial theoretical first-principles study of the self-diffusion properties of
lithium [1], in order to enhance our understanding of a possible expla-
nation for this phenomenon which may help avoiding battery failure
due to dendrite growth.

According to our calculations, the previously established picture of
an inhomogeneous lithium surface [1] is correct. The new results fur-
ther suggest that the (011) surface of lithium may have an important
role in facilitating the growth of dendrites and that the effect of an
electric field on lithium self-diffusion is rather small.

[1] M. Jackle and A. Grof, J. Chem. Phys. 141, 174710 (2014).
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O 49.4 Tue 18:15 Poster E
Growth and potassium doping of ultrathin layers of picene
on Ag(100) — eMARTIN HAFERMANN!, Tosias HuempPFNER!, Ro-
MAN Forker!, and TorsTeEN Fritz!2 — lInstitute of Solid State
Physics, Friedrich Schiller University Jena, Helmholtzweg 5, 07743
Jena, Germany — 2Osaka University, Graduate School of Science
and Institute for Academic Initiatives, Department of Chemistry, 1-
1 Machikaneyama, Toyonaka 560-0043, Osaka, Japan

Superconductivity in polycyclic aromatic hydrocarbons (PAH) was dis-
covered in alkali-metal-intercalated solid picene [1]. A more recent
study questions the very superconductivity in Kspicene and calls for
more accurate structural characterizations of such systems, especially
of their low-dimensional structures [2]. In this contribution we inves-
tigate ultrathin films of potassium-doped picene on Ag(100) to ob-
tain a deeper understanding of the mechanisms causing the supercon-
ductive properties of PAHs. To analyze the growth of the pristine
picene layers as well as the potassium-doping process we used scan-
ning tunneling microscopy (STM) and distortion-corrected low-energy
electron diffraction (LEED). We determined that the epitaxy of the
picene monolayer on Ag(100) exhibits a point-on-line coincidence, and
that the lattice parameters correspond to a bulk-like unit cell consist-
ing of two molecules, one flat lying and one tilted with respect to the
substrate surface. Potassium intercalation into one monolayer picene
on Ag(100) led to the formation of a new commensurate phase.

[1] R. Mitsuhashi et al., Nature 464, 76 (2010).

[2] S. Heguri et al., Phys. Rev. B 92, 014502 (2015).

0O 49.5 Tue 18:15 Poster E

of tetraphenyldibenzoperiflanthene

eTiNo KircHHUEBEL!, MARCO
GRUENEWALD!, FaLko Soiskal, Sartosui Kgra?3%4, Fasio
BussoroTTi?, Takaniro UeBa?3, Nosuo Urno?, GaEL RoUILLE?,
RomaN Forkir!, and TorsTEN Fritz! — lInstitute of Solid State
Physics, Friedrich Schiller University Jena, Germany — 2Institute
of Molecular Science, Myodaiji, Okazaki, Japan — 3SOKENDAI,
The Graduate University of Advanced Studies, Okazaki, Japan —
4Graduate School of Advanced Integration Science, Chiba University,
Japan — SInstitute of Solid State Physics & Laboratory Astrophysics
Group of the Max Planck Institute for Astronomy, Friedrich Schiller
University Jena, Germany

Thin epitaxial films
(DBP) on Ag(111)

We investigated epitaxial tetraphenyldibenzoperiflanthene (DBP) thin
films grown on Ag(111). Structural characterization using LEED and
STM revealed a well-ordered flat-lying thin film grown in a herring-
bone arrangement within the first monolayer. In order to trace the
development of the optical properties in situ differential reflectance
spectroscopy (DRS) was performed. A strong interaction between
molecules in contact with the Ag(111) surface was found. Depending
on the coverage two distinct spectral fingerprints of DBP molecules
on top of the first monolayer arise, indicating a transformation from
DBP monomers to aggregates. Ultraviolet photoelectron spectroscopy
(UPS) measurements reveal two distinct sets of peaks for the occupied
states of DBP multilayer samples on Ag(111), being indicative of an
individual alignment of electronic states for each DBP species.

0 49.6 Tue 18:15 Poster E
A Giant Molecular Spoked Wheel — oSTEFAN-SVEN JESTER,
RoBERT MAY, and Sicurp HO6GErR — Kekulé-Institut fiir Organis-
che Chemie und Biochemie, Rheinische Friedrich-Wilhelms-Universitét
Bonn, Gerhard-Domagk-Str. 1, 53121 Bonn

The modular synthesis of a defined, rigid molecular spoked wheel struc-
ture with the sum formula C1g78H26s2 and a diameter of about 12 nm
is described. The attached 96 dodecyl side chains provide the solubility
of the 25260 Da compound in common organic solvents. At the oc-
tanoic acid/highly oriented pyrolytic graphite interface, the molecules
self-assemble to form an ordered 2D lattice, which is investigated by
scanning tunneling microscopy, displaying their structure with sub-
molecular resolution. [1] R. May, S.-S. Jester, S. Hoger J. Am. Chem.
Soc. 2014, 136, 16732-16735.

O 49.7 Tue 18:15 Poster E
Nanopatterning by rod-bridge-rod-shaped molecules
®STEFAN-SVEN JESTER, MELISSA HONDGEN, KATHARINA ANNA WEIS,
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and SicurRD HOGER — Kekulé-Institut fiir Organische Chemie und
Biochemie, Rheinische Friedrich-Wilhelms-Universitdt Bonn, Gerhard-
Domagk-Str. 1, 53121 Bonn

The supramolecular self-assembly of arylene-alkynylenes with a rod-
bridge-rod geometry is investigated at the solution/solid interface.
Scanning tunneling microscopy provides a submolecularly resolved in-
sight into the 2D nanostructures that are formed on the graphite
surface, which acts as a template. We focus on how the nanopat-
terns depend on their molecular building blocks. In particular, we
investigate how shape and shape-persistence of the backbones, their
alkyl/alkoxy side-chain periphery and the rod end groups influence
the pattern structures.

0O 49.8 Tue 18:15 Poster E
Structure and electronic properties of triazatruxene layers
on Ag(111) studied by LT-STM — eAnJa Baurr!, FLoRIAN
SingErR!, PuiLipp ErLErR!, MARkUs MAIER?, RAINER WINTER?,
Luca GRAGNANIELLO!, and MikHAIL Fonin! — !Fachbereich Physik,
Universitit Konstanz, Konstanz, Germany — 2Fachbereich Chemie,

Universitat Konstanz, Konstanz, Germany

We present a study of triazatruxene (TAT) molecules deposited on
Ag(111) by means of electrospray ionization in ultra high vacuum. We
investigated the structural and electronic properties of TAT molecules
at different coverages by means of low temperature scanning tunneling
microscopy (STM) and spectroscopy (STS). For coverages far below
one monolayer we observe the molecular superstructures which are
stabilized by long-range repulsive intermolecular interaction. High-
resolution STM imaging reveals three different types of intramolecu-
lar structure, which are possibly due to different site-specific interac-
tion between the molecule and the substrate. At coverages close to
one monolayer we observe the formation of self-assembled structures.
Here, three different packing types are observed. Depending on the
exact surrounding of each molecule within the layer a strong variation
in the orbital structure of the molecules is observed. We attribute this
findings to a strong surface-enhanced dipol-dipol interaction between
the molecules.

0 49.9 Tue 18:15 Poster E
Adsorbate nanomesh causes lateral segregation: Ab-initio
based Monte—Carlo study for h-BN on PtsoRhso(111) —
eWoLreanGg HeckeL!, Tosias C KerscHER!, RoLAND STania?3,
TuoMas GREBER?, and STEFAN MULLER! — 'Hamburg University
of Technology, Institute of Advanced Ceramics — 2Universitét Ziirich,
Physik-Institut — 3Paul Scherrer Institut Villigen, Swiss Light Source

Surface segregation in metal alloys and its adjustability by adsorbates
is a well-known phenomenon [1]. In our study, Pt—-Rh serves as a
substrate for a self-assembled 2d boron nitride (h-BN) layer. The ex-
periments on h-BN/PtsoRhs0(111) show a corrugated, honeycombed
11 x 11 nanomesh adsorbate layer caused by the lattice constant mis-
match of substrate and adsorbate [2].

Using a combined DFT—cluster-expansion approach we elucidate the
laterally periodic segregation profile of PtRh(111) caused by h-BN.
Our results perfectly confirm the experiment: Beneath pores of the
nanomesh the segregation profile shows a strong Rh enrichment, while
beneath wires the topmost layer favors platinum.

To quantify the Pt/Rh content per surface layer, we conducted
Monte—Carlo simulations accomodating the chemical potential differ-
ence of the alloy constituents and the quenched Pt/Rh interdiffusion
at low temperatures. In agreement with the experiment, we find that
a further Pt enrichment in the top surface layers is favored at elevated
temperatures.

[1] Kerscher et al., Phys. Rev. B 86, 195420 (2012)

[2] Stania et al., submitted.

0 49.10 Tue 18:15 Poster E
Vacuum Synthesis of Magnetic Aluminum Phthalocyanine on
Au(111) — Cuao L1 and eYoNncFENG WaNG — Key Laboratory for
the Physics and Chemistry of Nanodevices, Department of Electronics,
Peking University, Beijing 100871, China.
Air-unstable magnetic aluminum phthalocyanine (AlPc) molecules are
prepared by an on-surface metalation reaction of phthalocyanine with
aluminum (Al) atoms on Au(111) in ultrahigh vacuum. STM/STS
experiments and DFT calculations show that an unpaired spin is lo-
cated on the conjugated isoindole lobes of the molecule rather than
at the Al position. These results demonstrate the success of the vac-
uum synthesis of an air-unstable magnetic molecule. It is interesting

84

and important to synthesize other pristine reactive MPc molecules and
study their particular properties.

O 49.11 Tue 18:15 Poster E
A first-principles study of chemo-mechanical coupling for hy-
drogen on Ir(111) — eANya MicHL, GREGOR FELDBAUER, and
STEFAN MULLER — Hamburg University of Technology, Institute of
Advanced Ceramics

Mechanical strain has an impact on the energetics of adsorption and
transition states of chemical reactions on surfaces. Therefore, it is pos-
sible to tune the reactivity by changing the lattice parameter of the
catalyst’s surface. Since the interaction of hydrogen with iridium sur-
faces is relevant for a wide range of catalytic reactions, H/Ir(111) was
chosen as a model system.

We use density functional theory (DFT) in conjunction with the
cluster-expansion method to investigate the energetics of hydrogen ad-
sorption on Ir(111) and its response to strain. DFT data for various
configurations with different H coverages and adsorption sites serve as
input for a cluster expansion. This approach allows for an exhaustive
scan of the configuration space and thus to identify the most favor-
able structures as a function of coverage. While top-site adsorption
is preferred, the system exhibits only a weak tendency for ordering.
Moreover, biaxial strain in the surface plane is applied to different
configurations to elucidate the correlation between adsorption ener-
gies and mechanical strain. In order to gain further insight into the
underlying mechanisms, we also analyze the adsorbate induced work
function change and its relation to charge transfer.

O 49.12 Tue 18:15 Poster E
High precision structuring of plan and cylindrical metal sur-
faces of for printing and packaging applications — eLuUKkAs
Baver!, MaRIO GATTNER?, PIERRE LORENZ!, MARTIN EHRHARDT!,
Kraus ZiMMER!, and MIcCHAEL MASER? — !Leibniz-Institut fiir
Oberflichenmodifizierung e. V., Permoserstrafse 15, 04318 Leipzig,
Germany — 2Beuth Hochschule fiir Technik Berlin University of Ap-
plied Science, Luxemburger Strafte 10, 13353 Berlin, Germany —
3SWG, Badstrafe 9, 09669 Frankenberg, Germany

Advanced printing and packaging technologies request improvements in
resolution and quality as well as in environmental sustainability due to
applications for functional surfaces, security printing and advertising.
The conventional laser-based production of such tools is subjected to
melting effects causing strongly limited results and cost-intensive post
processing. Hence, ultra-short laser pulses were used for engraving that
can reduce or eliminate those problems. However, high power 1064 nm
ps-laser sources must be combined with high speed scanning to avoid
heat accumulation and particles shielding. Finally two applications
are presented to demonstrate the possibilities of laser engraving. The
first shows the production of high quality intaglio printing plates. Here
not only the plates but also the printing results are investigated. The
second application is the production of laser-induced periodic surface
structure (LIPSS). This ripple structures can be produced in short
time on large scale cylinders and the distinct optical diffraction effect
of the resultant structures can be used for different applications.

O 49.13 Tue 18:15 Poster E
Design and installation of a thermal hydrogen atom source —
eMARIE ScuMITz!, DoMiNiQuE KruLLY2, CHRIisToPH KEUTNERDZ,
PuiLipp EspeTER!2, ULF BERGES!2, and CARSTEN WEsTPHALDZ —
IExperimentelle Physik 1 - Technische Universitdt Dortmund, Otto-
Hahn-Str. 4, D-44221 Dortmund, Germany — 2DELTA - Technische
Universitat Dortmund, Maria-Goeppert-Mayer-Str. 2, D-44221 Dort-
mund, Germany

We report on the design and installation of a thermal hydrogen atom
source.

The source includes a tungsten capillary, heated radiatively by elec-
tron bombardement.

Hydrogen atoms are of substential interest in suface science, espe-
cially for thin layer experiments, semiconductor materials science, and
technology.

Atomic hydrogen is not only used for surface cleaning, but also to
cover surfaces in studies of adsorption, recombination, and desorption.
Furthermore, it is crutial for growing layers within thin film deposition.

In this study, the hydrogen source is installed in a UHV-chamber
for experimental analysis of adsorption and interaction on Si(100) sur-
faces, observed by scanning tunneling microscopy (STM). It can also
be used for the passivation of Si-substrates. A residual gass analyser
is used to assess the performance of the source.
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O 50: Overview
Time: Wednesday 9:30-10:15

Invited Talk 0 50.1 Wed 9:30 S054
Shedding light on internal interfaces — eULrRicH HOFER —
Fachbereich Physik und Zentrum fiir Materialwissenschaften, Philipps-
Universitat Marburg, D-35032 Marburg

Electron spectroscopies and scanning probe microscopies have been
decisive in bringing surface science to today’s high level of understand-
ing. In modern materials science, buried internal interfaces between
two solids have become increasingly important. For their investigation,
photon-based experimental techniques play a key role.

In this talk, I will discuss perspectives and challenges of the research
on internal interfaces and present results obtained for different model
systems. For the lattice-matched polar/nonpolar semiconductor in-
terface GaP/Si(001), atomically resolved structural data are available

Talk: Ulrich Hofer

Location: S054

from transmission electron microscopy (TEM). Time-resolved optical
second-harmonic generation (SHG) and coherent phonon spectroscopy
provide rich information about the dynamics of charge carrier transfer,
electric fields and electron-lattice excitations at this interface. Many
organic semiconductors can be grown on single crystal metal substrates
to form well-defined, atomically abrupt interfaces. Buried only below
a few monolayers, these interfaces can be accessed by two-photon pho-
toemission (2PPE). It will be shown that interfaces-specific electronic
states are formed for a wide class of such systems. Located between the
metallic Fermi level and the molecular LUMO, they efficiently mediate
the charge transfer at organic/metal contacts.

Work performed in the framework of the Collaborative Research
Centre "Structure and dynamics of internal interfaces" (SFB 1083).

O 51: Organic-Inorganic Systems Il: Energy Level Alignment

Time: Wednesday 10:30-13:00

Invited Talk O 51.1 Wed 10:30 S054

Energy level alignment mechanisms at hybrid inor-
ganic/organic semiconductor interfaces — eNoORBERT KocH
— Humboldt-Universitat zu Berlin, Berlin, Germany — Helmholtz-

Zentrum Berlin fiir Materialien und Energie GmbH, Berlin, Germany

Understanding the energy level alignment at hybrid inorganic/organic
semiconductor interfaces is indispensable to devise methods that al-
low for level control. This is needed to achieve a desired functionality
of that heterostructure, as for instance, a type-II alignment facilitates
charge separation while a type-I alignment is suitable for energy trans-
fer and radiative recombination. For the inorganic semiconductors
ZnO and GaN, the use of interlayers, based on strong molecular ac-
ceptors and donors, can be employed to tune the energy level alignment
with respect to an organic semiconductor deposited on top. Depending
on the level alignment achieved in this way, the hybrid heterostructure
functionality, e.g., energy or charge transfer, can be selected. Finally,
the impact of the doping level of the semiconductors on interface en-
ergetics is discussed for a prototypical hybrid p-n-junction.

O 51.2 Wed 11:00 S054
Work Function Increase of GaN and the Influence of Sur-
face Gap States — e THORSTEN ScHULTZ!, RAPHAEL SCHLESINGER!,
JENsS NiEDERHAUSEN!2, and NorBerr Kocu!2 — !nstitut fiir
Physik & IRIS Adlershof, Humboldt-Universitat zu Berlin, 12489
Berlin, Germany — 2Helmholtz-Zentrum Berlin fiir Materialien und

Energie, 12489 Berlin, Germany

The two molecular organic acceptors HATCN and F6-TCNNQ were
vacuum-deposited on non-intentionally doped GaN (0001), which had
a residual donor concentration of 1016 cm-3. By means of ultraviolet
photoelectron spectroscopy, a huge work function increase (up to 1.5
eV for HATCN and 1.7 eV for F6-TCNNQ) was observed for mono-
layer coverage, which stems mostly from an interface dipole between
substrate and molecules. The contribution of band bending within
GaN (ca. 0.35 eV, as determined from X-ray photoelectron spec-
troscopy) was found to be significantly smaller than expected from
theoretical calculations that predict the contribution of band bending
to be dominating for low doping concentrations. A qualitative model
is introduced, which assigns the low band bending contribution to the
presence of substrate surface gap states. These states donate elec-
trons to the acceptor molecules, so less charge is transferred from the
GaN donors. This results in less band bending change than expected
from calculations, which did not take surface states into account. Our
investigations show that the energy level tuning scheme via acceptor
interlayers, already successfully employed for ZnO, holds great promise
for GaN as well.

O 51.3 Wed 11:15 S054
Structure and stoichiometry prediction of zinc oxide surfaces
— ePHiLIPP HERRMANN, NaviD ABEDI KHALEDI, and GEORG HEIMEL
— Institut fiir Physik, Humboldt Universitéat zu Berlin, Germany

Despite their great potential as transparent electrodes in organic elec-
tronics and as integral, active components in hybrid (opto-)electronic
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devices, full control over the surfaces of transition-metal oxides has
remained elusive. Atomistic details of their structure and stoichiome-
try have proven hard to assess, rendering application-relevant surface
properties, such as the work function, highly dependent on environ-
ment and preparation conditions.

Here, on the example of zinc oxide, I will present a revised ap-
proach to the ab-initio prediction of atomistic surface structure and
stoichiometry as a function of environmental conditions, specifically
temperature and atmospheric composition. The predicted structures
will be discussed in terms of their experimental signatures in photoelec-
tron spectroscopy, notably surface core-level shifts and work function.

This work thus paves the way for the targeted in-silico design of
functional inorganic/organic hybrid interfaces.

O 51.4 Wed 11:30 S054
Density-Matrix Derived van der Waals Interactions: Many-
Body Dispersion goes Mesoscale — eMARTIN STOHR!2, GEORG
MicuiLitscu!, Joun TuLrLy?, KarsTEN REUTER!, and REINHARD
MAURER? — 1Technische Universitit Miinchen — 2Yale University

The applicability of highly accurate quantum chemical simulation
methods is limited to systems of small to moderate size. Density-
Functional Theory (DFT), but also more approximate, semi-empirical
methods such as Density-Functional based Tight-Binding (DFTB)
have shown great success in addressing systems at longer time and
length scales. However, a severe drawback of DFTB and many preva-
lent DFT functionals is the neglect of dispersion interactions, which is
particularly consequential for the simulation of e.g. hybrid inorganic-
organic systems. Here, we propose a novel approach to obtain effective
C6 coefficients in the context of the Tkatchenko-SchefHler dispersion
correction scheme [1]. The modified scheme derives atomic disper-
sion parameters directly from the density-matrix and is thus readily
applicable to both full DFT and semi-empirical methods like DFTB,
where the electron density is not explicitly constructed. At a frac-
tion of the computational workload of a density-based approach, the
scheme yields equally accurate dispersion energies up to the many-
body dispersion level for intermolecular interactions in gas-phase and
molecular crystals. We exemplify the robustness of the scheme by ad-
dressing organic-inorganic interfaces with DFTB using a minimal basis
set. [1] A. Tkatchenko and M. Scheffler, Phys. Rev. Lett. 102, 073005
(2009).

O 51.5 Wed 11:45 S054
Single molecules of Sexiphenyl on In203(111) — éMARGARETA

WAGNER!, MicHAEL HoLLERER?, MARTIN STERRERZ, MICHAEL

RaMsEY?, LyNN A. BoarnNer3, MicHAEL Scumip!, and ULRIKE
DieBoLp! — !nstitut fiir Angewandte Physik, TU Wien, Osterreich
— 2Institut fiir Physik, Karl-Franzens-Universitiat Graz, Osterreich —

3Material Science and Technology Division, ORNL, USA

Indium oxide is one of the most important transparent conductive ox-
ides (TCOs), and commonly used as a contact material. Sexiphenyl
(6P) is a rod-like molecule and twice as long as the substrate surface
lattice parameter of the (111) surface of In203 single crystals.
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Here, the adsorption of 6P is investigated with STM. We show that
6P has a specific adsorption site, but no well-ordered monolayer is
formed. In empty states STM, the single 6P appears as a zig-zag line
at bias voltages below +2V. At +2V the molecule starts to appear
straight, which is associated with tunneling into the LUMO state. At
+2.7V the apparent shape changes again into two bright features, cor-
responding to the LUMO+1.

O 51.6 Wed 12:00 S054
Optical transition energies of isolated molecular monomers

and weakly interacting 2D aggregates — RomaN FORKER!,

TuoMas DieNEL?, ANDREAS KRAUSE®, eMaARco GRUENEWALD!,
MarTHIAS MEISSNER!, TINO KIRCHHUEBEL!, OLIVER GRONINGZ,
and TorsTEN Fritz! — lInstitute of Solid State Physics, Friedrich
Schiller University Jena, Helmholtzweg 5, 07743 Jena, Germany —
2Nanotech@surfaces Laboratory, EMPA - Swiss Federal Laborato-
ries for Materials Science and Technology, Ueberlandstrasse 129, 8600
Duebendorf, Switzerland — 3NaMLab gGmbH, Noethnitzer Str. 64,
01187 Dresden, Germany

We analyze the Sp—S; fundamental transition energies observed for
3,4,9,10-perylene tetracarboxylic dianhydride (PTCDA) as a function
of coverage on various surfaces with substantially dissimilar dielec-
tric properties. Surprisingly, only two different spectral positions
are found: (i) PTCDAgg basically mimics the behavior of isolated
monomers on the surface, while (ii) PTCDALg, red-shifted by approx.
70 meV, is attributed to a densely packed monolayer (ML) in a two-
dimensional herringbone arrangement. This red-shift is in remarkable
accordance with previous investigations for PTCDA on NaCl(100) and
thus likely arises from the same physical effects, namely the formation
of 2D excitonic bands and the polarizability of neighboring molecules
within the ML. Possible contributions from substrate-induced molec-
ular distortions and chemical interactions are discussed. Contrary to
earlier studies, we conclude that the polarizability of the substrate is
not the dominant factor responsible for the reported spectral positions.

O 51.7 Wed 12:15 S054
Photoemission study of thin films of the singlet fission
compound 1,3-Diphenylisobenzofuran — eDavip NoBis, JANEK
RiEGER, DaANIEL NieEsNER, PEDrRO B. Coto, MicHAEL THoss, and
THoMAS FAUSTER — Universitdt Erlangen-Niirnberg, Staudtstr. 7,
D-91058 Erlangen, Germany

Singlet fission (SF) is the conversion of an optically excited, high-
energy singlet exciton, into two optically dark, long-lived electronic
excited triplet states via a spin-allowed process. This process might
be used in next generation solar cells to harvest high-energy light. 1,3-
Diphenylisobenzofuran (DPIBF) is a prototypical SF molecule, as has
been shown by calculations and optical spectroscopy [1,2].
We investigated thin films of DPIBF on SiOs with UV photoelectron
spectroscopy (UPS) and two-photon photoemission (2PPE). The UPS
results show the HOMO located 6 €V below the vacuum level, in good
agreement with DFT calculations.
The 2PPE spectra show the first singlet state S; at 2.8 eV above the
HOMO. The triplet state is 1.4 €V lower in energy. Its high, long-lived
population is explained by SF in agreement with literature [2].

[1] Schwerin A. F. et al., J. Phys. Chem. A 114 (2010) 1457

[2] Johnson J. C. et al., Phys. Rev. B 132 (2009) 16302

O 51.8 Wed 12:30 S054
Two-photon photoemission from tetraphenylporphyrins on
Ag(100) — eANDREJ CrasseN, REBEccAa PoscHEL, GiaNLuca Di
Fiuippo, and THomAs FAUSTER — Lehrstuhl fiir Festkorperphysik,
Friedrich-Alexander-Universitat Erlangen-Niirnberg, Staudtstrafe 7,
91058 Erlangen, Germany

Ultrathin films of two different tetraphenylporphyrins (2HTPP and
MgTPP) were grown in-situ under UHV-conditions on a well-defined
Ag(100) single crystal. The molecules were deposited by evaporation
from a home-built Knudsen-cell evaporator. The substrate was kept
at room temperature and layer thicknesses range from one monolayer
of molecules (1 ML) up to multilayer films (19 ML). We present an in-
vestigation of the electronic structure using ultraviolet photoelectron
spectroscopy and monochromatic two-photon photoemission (2PPE).
The occupied molecular orbitals of 2HTPP and MgTPP were mea-
sured using a photon energy of 21.22 eV (Hel-radiation). 2PPE probes
the unoccupied molecular orbitals. The combination of both yields
a HOMO-LUMO gap of 4.2 eV (MgTPP) and 4.3 eV (2HTPP) in
accordance with literature [1]. Taking the measured work function
into account, the ionization potential is 5.9 eV (MgTPP) and 6.1 eV
(2HTPP) [2]. The electron affinity is 1.7 eV (MgTPP) and 1.8 eV
(2HTPP). The 2PPE intensity as a function of photon energy in the
range from 3.08 €V to 3.38 eV follows the absorption spectrum (Soret
band) of tetraphenylporphyrin.

[1] X. Blase et al., Phys. Rev. B 83, 115103 (2011)

[2] Y. Nakato et al., Chem. Phys. Lett. 39, 358 (1976)

O 51.9 Wed 12:45 S054
Work function tuning and electrostatic effects: embed-
ded dipoles in aromatic self-assembled monolayers
SweEN ScHUsTER!, TAREk ABU-HuseINZ, Davip A. Eccer?®, IRris
Henn3, MarriN KiND?2, EGBERT Z0JER?, ANDREAS TERFORTZ, and
eMicHAEL ZHARNTKOV! — ! Angewandte Physikalische Chemie, Uni-
versitit Heidelberg, 69120 Heidelberg, Germany — 2Institut fiir Anor-
ganische und Analytische Chemie, Universitidt Frankfurt, 60438 Frank-
furt, Germany — 3Institute of Solid State Physics, NAWI Graz, Graz
University of Technology, 8010 Graz, Austria

Self-assembled monolayers (SAMs) are frequently used as intermediate
films to modify charge-carrier injection from metal-electrodes into an
organic semiconductor. This is usually achieved by use of the terminal
dipolar groups comprising the SAM-ambient interface, affecting, how-
ever, the growth chemistry of the semiconductor. Here we suggest an
alternative approach, viz. embedding dipolar element into the molec-
ular backbone, decoupling the dipole control and the chemistry at the
SAM-ambience interface. In this context, using a representative model
system, we studied electronic and structural properties of aromatic
SAMs that contain an embedded, dipolar group, viz. pyrimidine. Us-
ing a number of complementary characterization techniques combined
with quantum-mechanical modeling, we show that such mid-chain sub-
stituted monolayers are highly interesting from both fundamental and
application viewpoints, as the dipolar groups induce a potential discon-
tinuity inside the monolayer, electrostatically shifting the energy levels
in the regions above and below the dipoles relative to one another.

O 52: Photonics and Nanooptics Il: Nonlinear Response

Time: Wednesday 10:30-13:15

O 52.1 Wed 10:30 S051
Nonlinear Plasmonic Sensing — eMARTIN MEscH, BERND MET-
ZGER, MARIO HENTSCHEL, and HARALD GIESSEN — 4th Physics In-
stitute and Research Center SCoPE, University of Stuttgart, Germany

We introduce the concept of nonlinear plasmonic sensing, relying on
third harmonic generation from simple plasmonic nanoantennas. Due
to the nonlinear conversion process we observe a larger sensitivity upon
a local change in the refractive index as compared to the commonly
used linear localized surface plasmon resonance sensing. Refractive in-
dex changes as small as 10~3 can be detected. In order to determine
the spectral position of highest sensitivity, we perform linear and third
harmonic spectroscopy on plasmonic nanoantenna arrays, which are
the fundamental building blocks of our sensor. Furthermore, simul-
taneous detection of linear and nonlinear signals allows quantitative
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comparison of both methods, providing further insight into the work-
ing principle of our sensor. While the signal-to-noise ratio is compara-
ble, nonlinear sensing gives about seven times higher signal levels. Our
scheme can be extended to other nonlinear processes such as second
harmonic generation and sum frequency generation. This opens a new
avenue in plasmonic sensing.

O 52.2 Wed 10:45 S051
Investigation of Plasmonic Modes of Gold Tapers — eSURONG
Guol, Nauip TaLesr!, WiLFRIED SiGLE!, CHRISTIAN KNIPL!, MAR-
TIN EsmaNn2, SiMoN BECKER2, RALF VOGELGESANGZ, CHRISTOPH
LieNnau?, and PETER vaN AKEN! — Max Planck Institute for Solid
State Research , Heisenbergstrafte 1, D-70569 Stuttgart, Germany —
2Carl von Ossietzky Universitit Oldenburg, Ammerlinder Heerstrafe
114-118, D-26129 Oldenburg, Germany
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Plasmonic tapers have been studied intensively due to the ability
of adiabatically coupling the propagating surface plasmon polari-
tons along their shaft to the nanolocalized plasmons at their apex.
Therefore, they can find applications in the fields of sub-diffraction-
limit nanofocusing, ultrafast photoemission, and near-field optical mi-
Croscopy.

We investigate the plasmonic modes of three-dimensional single crys-
talline gold tapers by means of electron energy loss spectroscopy and
numerical calculation. We observe discrete higher-order azimuthal
plasmonic modes of the gold taper with an opening angle of ~45°
with energy dispersions roughly proportional to the inverse local ra-
dius. The importance of phase-matching between electron field and
radiative taper modes in mesoscopic structure is demonstrated [1]. We
further systematically study the changes in the dispersion of higher-
order plasmonic modes of gold tapers versus the opening angle of the
taper, both experimentally and theoretically.

[1] N. Talebi et al, ACS Nano, 2015, 9 (7), 7641-7648.

0 52.3 Wed 11:00 S051
Nonlinear Emission of Electrons in a Strong Plasmonic Field
— DanieL Pobsier!, PuaiLip Kanr!l, BETTiNa FraNk!, HARALD
GiessEN?, and eFrRANK MEYER zU HERINGDORF? — lFaculty of
Physics and CENIDE, University of Duisburg-Essen, 47048 Duisburg,
Germany — 24th Physics Institute and Research Center SCoPE, Uni-

versity of Stuttgart, 70550 Stuttgart, Germany

Observing surface plasmon polaritons (SPPs) in a photoemission elec-
tronmicroscope (PEEM) is possible via nonlinear photoemission if
ultra-short laser pulses (<20fs) of a suitable wavelength are directed
onto the surface of a plasmonic material. We study the time-resolved
propagation and interaction of SPPs by means of a direct conceptual
visualization of the SPPs in a ”"normal incidence geometry”. This ex-
perimental setup allows us to observe transient phenomena that exist
for only a few femtoseconds during the coherent interaction of the
ultrashort SPP pulses. In focusing structures for SPPs we find an un-
expected time-signature of the nonlinear photoemission signal at the
focus point that must be explained by emission of electrons from the
SPP alone. The energy distribution of these ’plasmoelectrons’ shows
that the SPP fields are sufficiently high to make nonlinear photoe-
mission pathways of higher orders the dominant contribution to the
PEEM signal.

O 524 Wed 11:15 S051
Coherent control of photoemission from a single nanotip in
a two-color scheme — eMicHAEL FORSTERYZ, TiMo PascHEN!,
MicHAEL KroGeER!:2, FLomriAN Lieiscu®, CHRISTOPH LEMELL3,
GEORG WACHTERS3, THOMAS MADLENER®, JOACHIM BURGDORFER?,
and PETER HoMMELHOFF!:24 — 1Department Physik, Friedrich-
Alexander-Universitdt Erlangen-Niirnberg (FAU), Staudtstrasse 1,
91058 Erlangen — 2Max-Planck Institut fiir Quantenoptik, Hans-
Kopfermann-Str. 1, 85748 Garching — S3Institute for Theoretical
Physics, Vienna University of Technology, Wiedner Hauptstr. 8-
10/E136, 1040 Wien — 4Max-Planck Institut fiir die Physik des Lichts,
Giinther-Scharowsky-Str. 1/Geb. 24, 91058 Erlangen

We discuss coherent control of photoemission from a tungsten tip in
a Brumer-Shapiro scheme. We observe that photoemission from the
nanotip induced by a femtosecond laser displaying many multiphoton
orders can be strongly enhanced or reduced by the presence of a weak
second harmonic, depending on the phase between the laser pulses.
With optimized parameters the phase-dependent contrast in the to-
tal emitted current can exceed 90%. Time-resolved data shows that
emission takes place on femtosecond time scales. With the help of
spectrally-resolved measurements and density functional theory calcu-
lations we interpret our observations in terms of interfering emission
pathways.

O 52.5 Wed 11:30 S051
Above threshold ionization of Rydberg electrons localized to
a gold nanotip — eJ6rac RoBIN', JAN VoGELsaNG!, BENEDEK J.
Nacy?, PETrRA GRross!, and CurisTopH Lienau! — !Carl von Ossi-
etzky Universitét, 26129 Oldenburg — 2Wigner Research Centre for
Physics, H-1121 Budapest

Metallic nanotips are model systems to study nanometre and femtosec-
ond electron dynamics and provide the possibility for ultrafast electron
microscopy. Evidence of strong-field phenomena has been observed
by one-colour photoemission of electrons from metallic nanotips [1-3],
while two-colour photoemission has established the existence of surface
states on metallic films [4]. Here, we report femtosecond two-colour
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photoemission of electrons from a gold nanotip. We observe long-lived
wave packets of Rydberg electrons bound to their own image potential.
These intermediate bound states facilitate above-threshold ionization
similar to atomic systems and give access to a cold, ultrafast, nanolo-
calized electron source. [1] Kriiger, M. et al. Nature 475, 78 (2011)
[2] Herink, G. et al. Nature 483, 190 (2012) [3] Piglosiewicz, B. et al.
Nat. Photon. 9, 37 (2014) [4] Héfer, U. et al. Science 277, 1480 (1997)

O 52.6 Wed 11:45 S051
Third harmonic efficiency scaling with plasmonic antenna
length — eMaxiM NEsTEROV, MARrRIO HENTSCHEL, BERND MET-
ZGER, HARALD GIESSEN, and THoMmAs WEiss — 4th Physics Insitute
and Research Centre SCoPE, University of Stuttgart, 70550 Stuttgart,
Germany

Nonlinear interaction of light with plasmonic structures leads to
higher-order harmonic generation, such as second-order harmonics in
non-centrosymmetric media, and third-order harmonics in centrosym-
metric systems. Metallic antennas are characterized by a high field
concentration at resonances, resulting in a relatively strong nonlinear
optical response. The enhancement of higher-order harmonic genera-
tion depends on the size and shape of antenna, and a strong nonlinear
signal can be achieved with a proper design.

We study scaling of the third harmonic generation with rod antenna
length numerically for a single antenna, as well as for array configu-
rations. The third-harmonic intensity is found to be increasing as a
twelfth power of an antenna length in the model based on Miller’s rule.
We discuss applicability of the Miller’s rule in the context of the origin
of the nonlinear susceptibility in the metals. An analytical model has
been developed to support the numerical results.

0 52.7 Wed 12:00 S051
Nonlinear chiral plasmonics: Quantitative modeling of the
third-harmonic response of 3D chiral plasmonic nanoanten-
nas — eLiLi Gui, XINGHUI YIN, MARrRIo HENTSCHEL, and HARALD
GIesSEN — 4th Physics Institute and Research Center SCoPE, Uni-
versity of Stuttgart, 70569 Stuttgart, Germany

Optical activity exists generally in nature, as many biomolecules such
as proteins are chiral. Chiral plasmonic nanostructures are highly in-
teresting since they are potentially ideal and sensitive platforms for
biosensing due to the strong superchiral near fields and their own gi-
ant chiroptical effects. Exploration of nonlinear chiroptical effects in
chiral plasmonic structures is even more desired since the nonlinear
chiroptical effects are typically orders of magnitude higher than the
linear optical counterparts. Here we study the third-order nonlinear
chiroptical effects of 3D chiral structures consisting of corner-stacked
gold nanorods. Compared to second-order effects, third-order effects
are more immune to fabrication defects and surface roughness. We ex-
perimentally investigate the third-harmonic spectroscopy with left- and
right-circularly polarized fundamental light, respectively. The third-
order chiroptical responses can be well understood when we utilize a
coupled anharmonic oscillator model considering the phase retardation
of light interaction with the 3D gold nanorods. This model is instruc-
tive to guide a practical design of plasmonic chiral structures for a
giant third-harmonic-generation circular dichroism (THG-CD) effect.

O 52.8 Wed 12:15 S051
Shaping the Nonlinear Near-Field of Single Gold Nanos-
tructures — eDaNiELA WoLF!»2, JULIAN OBERMEIER!, THORSTEN
ScHUMACHER!, and MaRrkuUs LippiTz! — !Experimental Physics III,
University of Bayreuth, Universitaetsstr. 30, 95447 Bayreuth, Ger-
many — 2Max Planck Institute for Solid State Research, Heisen-
bergstr. 1, 70569 Stuttgart, Germany

Light scattering at plasmonic nanoparticles and their assemblies has
led to a wealth of applications in metamaterials and nanooptics. While
the shaping of fields around nanostructures is widely studied, the in-
fluence of the field inside the nanostructures is often overlooked. The
linear field distribution inside the structure taken to the third power
causes third-harmonic generation, a nonlinear optical response of mat-
ter. Here we demonstrate by a far-field Fourier imaging method how
this simple fact can be used to shape fields around already a single
particle alone. We employ this scheme to switch the third-harmonic
emission from a single point source to two spatially separated but co-
herent sources, as in Young’s double slit assembly. Finally, we present
some recent results on more advanced structures combining nonlinear
plasmonics and waveguiding.

0529 Wed 12:30 S051
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An ultrafast nanotip electron gun triggered by grating-
coupled surface plasmons — e BENJAMIN SCHRODER, MURAT SIVIS,
REINER BORMANN, SAscHA ScHAFER, and Craus RoPERs — 4th
Physical Institute - Solids and Nanostructures, University of Go&ttin-
gen, Friedrich-Hund-Platz 1, 37077 Gottingen

We present recent results on the photoelectron emission from metal
nanotips induced by propagating surface plasmon polaritons (SPPs)
excited in a grating-coupler on the tip shaft [1-3]. Nanofocusing of the
SPPs induces multiphoton photoemission with high efficiency. The
nanostructure is inserted in a modified field-emitter electron gun ge-
ometry controlling the electrostatic environment of the tip. In this way,
a site-selective control of the electron emission is achieved, and we can
disentangle electrons emitted from the apex from those originating at
the grating or shaft. Both the control of the transverse beam properties
and the local extraction fields enabled by the gun design will be bene-
ficial in future ultrafast transmission electron microscope applications
[4].
[1] C. Ropers, C.C. Neacsu, T. Elsaesser, M. Albrecht, M.B.
Raschke, and C. Lienau, Nano Lett. 7, 2784 (2007).

[2] S. Berweger, J.M. Atkin, X.G. Xu, R.L. Olmon, and M.B.
Raschke, Nano Lett. 11, 4309 (2011).

[3] J. Vogelsang, J. Robin, B.J. Nagy, P. Dombi, D. Rosenkranz, M.
Schiek, P. Grof, and C. Lienau, Nano Lett. 15, 4685 (2015).

[4] B. Schroder, M. Sivis, R. Bormann, S. Schéfer, and C. Ropers,
accepted for puplication in Appl. Phys. Lett. (2015).

0 52.10 Wed 12:45 S051

Plasmon dynamics on nanoporous gold particles revealed

by strong field photoemission — GERMANN HERGERT!, eJAN
VoceLsanc!, Jore RosIN!, PETrRa Gross!, DoNc WAaNG?, PE-
TER ScHAAF?, EriceE Runce?, and CurisTorH Lienau! — lCarl

von Ossietzky Universitit, Oldenburg, Germany — 2Technische Uni-
versitdt Ilmenau, Ilmenau, Germany

Nanoporous gold particles or "nanosponges” are particles with a diam-
eter of hundreds of nanometers, perforated with randomly arranged
pores with diameters in the 10-nm range. They have recently attracted
attention as templates for surface-enhanced Raman sensing as they
combine several advantageous properties, such as multiple plasmon res-

onances in the visible or NIR spectral range, a high surface-to-volume
ratio, and a high density of catalytic sites [1].

Here we investigate the plasmon dynamics of such particles using ul-
trafast photoemission microscopy. When using 14-fs excitation pulses
at 1600 nm for excitation of single nanosponges, we observe long-lived
plasmon oscillations as a function of the pulse delay. Introducing a
new model for the optical properties of these particles, we show that
our results reveal the existence of long-lived plasmon hotspots with
lifetimes of several tens of fs on the surface of the sponge. This plas-
mon localization could be of key importance for enhancing the sensing
capability of such particles.

[1] C. Vidal et al, ACS Photonics 2, 1436 (2015)

0 52.11 Wed 13:00 S051
Suppression of radiative damping and enhancement of sec-
ond harmonic generation in bull’s eye nanoresonators —
eVLADIMIR SMIRNoV!, JUue-MIN Y1', Xi1anj1 Piao?, Jino Hong?2,
Heiko KoLLmANN!, MARTIN SiLies!, WEr Wanc!, PETrRA GRross!,
RALF VocELGEsANG!, Namkyoo Park?, and CHRrisToPH LIENAU!
— 1University of Oldenburg, Germany — 2Seoul National University,
Korea

Bull’s eye (BE) nanoresonators, consisting of a central aperture in an
Au film surrounded by a series of concentric circular grooves, are highly
interesting structures in the context of manipulating light propagation
[1] and also optimizing the coupling to quantum emitters [2]. Using
broadband linear spectral interferometry and ultrahigh time resolu-
tion spectroscopy, we study the temporal response and the local field
enhancement of such BE nanoresonators. We find surprisingly long
lifetimes of the extended resonator eigenmodes of more than 35 fs [3].
Furthermore, by replacing the central circular hole with an annular
ring void, we obtain 50-times higher second harmonic generation ef-
ficiency, illustrating the efficient field enhancement and confinement
possible in BE nanoresonators. The combination of spatial light con-
centration with high quality factors has high potential for sensing and
coherent control of light-matter interactions on the nanoscale.

[1] H. J. Lezec et al., Science 297, p. 820 (2002); [2] A. G. Curto et
al., Science 329, p. 930 (2010); [3] J. Yi et al, submitted to ACS Nano
(2015)

O 53: Focus Session: Electrocatalytic Energy Harvesting and Conversion

Time: Wednesday 10:30-13:15

Topical Talk O 53.1 Wed 10:30 S052
Insights into Oxygen Evolution Electrocatalysis on Per-
ovskites — eTHoMAs J. ScuMIDT — Electrochemistry Laboratory,
Paul Scherrer Institute, CH-5232 Villigen PSI, Switzerland — Labora-
tory of Physical Chemistry, ETH Ziirich, CH-8093 Ziirich, Switzerland

Oxygen electrodes are playing a key role in electrochemical energy con-
version devices such as fuel cells and water electrolyzers. In both acidic
and alkaline environment, both the oxygen reduction and oxygen evo-
lution reaction (ORR / OER), respectively, are limiting the overall
energy/voltage efficiency due to its sluggish kinetics. [1, 2]

Whereas in acidic environment, mainly precious metals are used to
catalyze the OER, the variety of possible catalysts in alkaline elec-
trolyte is significantly increased and also many non-noble metal ox-
ide based systems can be employed. Generally, the oxygen evolution
mechanisms are only partly understood independent of the electrolyte
environment and material used. In order to help to understand the
underlying mechanisms for the reactions and to support the exper-
imental results, very often computational methods are used, mainly
using density functional theory (DFT) calculations.

In this talk, some of your recent findings on non-noble metal cata-
lysts, mainly from the perovskite family will be presented employing
both electrochemical as well as operando spectroscopic techniques.

[1] A. Rabis, P. Rodriguez, T.J. Schmidt, ACS Catal., 2012, 2 (5),
864-890 [2| E. Fabbri, A. Habereder, K. Waltar, R. Kotz, T.J. Schmidt,
Cat. Sci. Tech., 2014, 4, 3800-3821

Topical Talk O 53.2 Wed 11:00 S052
Using redox agents to enhance the performance of lithium-
air batteries and lithium recycling — eNURIA GARCIA-ARAEZ —
University of Southampton

Lithium-air batteries can become the next generation of battery tech-
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nologies, since they can potentially deliver 5 times more energy than
current lithium-ion batteries of the same weight, while having a lower
cost and being more environmentally friendly. Unfortunately, the per-
formance of the current lithium-air batteries is limited by three funda-
mental issues: electrode passivation, degradation reactions and poor
kinetics of the desired reactions. Luckily, this talk will show that all
these issues can be solved by incorporating suitable redox agents, which
can act as shuttles and mediators. As the performance of lithium bat-
teries improves, and the global population increases, the demand for
lithium can only increase in the future, and therefore lithium recycling
and recovery will need to be developed. This talk will also present a
new method for lithium recycling that is based on the combination of
redox agents and battery materials.

Topical Talk 0O 53.3 Wed 11:30 S052
Probing the Femtosecond Dynamics of the Hydrogen Evolu-
tion Reaction on Gold — eR. KraMmMER CaAMPEN, FraNcoOIs La-
POINTE, and YuJIN ToNc — Fritz Haber Institute of the Max Planck
Society, Berlin, Germany

While water electrolysis on gold electrodes was first demonstrated more
than 225 years ago, the mechanisms of both the oxygen and hydrogen
evolution halves of this process are still controversial. From an exper-
imental point of view part of the challenge has been a lack of methods
that allow characterization of transient intermediates. Here we report
a novel experimental approach in which we initiate hydrogen evolu-
tion at a gold/liquid water interface using an intense, femtosecond,
UV pulse to promote an electron from gold’s fermi level into water’s
conduction band and track the fate of this electron with fs time reso-
lution both optically, using interface specific sum frequency generation
spectroscopy, and electrochemically via a double-pump, laser induced
perturbation of the open circuit potential. The results of this approach
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suggest that, at circum-neutral pH, (i) at the gold/water interface the
delocalized, conduction band, solvated electron has a lifetime of 150-
250 fs depending on surface potential (ii) conduction band electrons
relax to form localized solvated electrons the great majority of which
have a potential dependent lifetime of 1-18 ps while a small fraction live
for much longer, > 40 ps, and drive chemistry. These results furnish
a potential-dependent, mechanistic picture of the transfer of electrons
from gold into liquid water, the first step in hydrogen evolution.

15 min. break

Topical Talk O 53.4 Wed 12:15 S052
The Electrochemical interface - at the atomic scale — eJaN
RossMEIsL — Department of Chemistry, Nano-science center, Univer-
sity of Copenhagen Universitetsparken 5, 2100, Kgbenhavn @, Den-
mark

There are presently no atomic scale simulations or analysis that cap-
ture all the essential parts of the nature electrochemical interface. Thus
the electrochemical solid/liquid interface represents one of the frontiers
of atomic scale simulations. The electrolyte is as important for the fun-
damental properties of the interface as the surface. The challenge is
to model the effect of and interplay between potential, pH and ion
strength. Thus far these effects have not correctly been accounted for.
However, based on a thermochemical analysis it is now possible to ac-
count for the effect of pH and ions in the electrolyte on the atomic
structure of the interface.

Topical Talk O 53.5 Wed 12:45 S052
CO2 Electroreduction over Cu and Au Nanostructured Cata-
lysts: Size, Oxidation State and Interparticle Distance Effects
— HemMa Mistry 2, RuLLE REskE3, FARzAD BEHAFARID?, ANA
SoF1A VARELA?, PETER STRASSER®, and e BEATRIZ RoLDAN CUENYA!
— !'Department of Physics, Ruhr-University Bochum, 44708 Bochum,
Germany — 2Department of Physics, University of Central Florida,
Orlando FL 32816, USA — 3Department of Chemistry, Chemical En-
gineering Division, Technical University Berlin, 10623 Berlin, Germany

The electrocatalytic reduction of CO2 to industrial chemicals and fu-
els is a promising pathway to sustainable electrical energy storage and
to an artificial carbon cycle, but is currently hindered by the low en-
ergy efficiency and activity displayed by traditional electrode materials.
The structure-dependent catalytic activity of Cu and Au nanoparticle
(NP) catalysts for the electroreduction of CO2 is reported here. NPs
with well-defined size and interparticle distance were synthesized, and
their activity and selectivity measured. A drastic increase in current
density was observed with decreasing Au NP size, along with a de-
crease in selectivity towards CO. Cu NP catalysts also displayed a
significant increase in the catalytic activity and selectivity for H2 and
CO with decreasing NP size, while methane and ethylene selectivity
was increasingly suppressed. The size dependent trends observed can
be rationalized by the increased population of low-coordinated surface
sites on smaller NPs. The selectivity of Cu NP catalysts could be tuned
by varying the interparticle distance due to mass transport phenomena
such as reactant diffusion and readsorption of intermediates.

O 54: 2D Materials IlI: Growth

Time: Wednesday 10:30-13:00

O 54.1 Wed 10:30 S053
Growth and electronic structure of epitaxial single-layer WSo
on Au(111) — eMacies DENDzIK, MATTEO MICHIARDI, CHARLOTTE
SANDERS, MaArRco Bianchi, Ji A. Miwa, SicNE S. GR@NBORG,
JEPPE V. LAURITSEN, ALBERT BRUIX, BigrKk HAMMER, and PHILIP
HormANN — Department of Physics and Astronomy, Interdisciplinary
Nanoscience Center, Aarhus University, 8000 Aarhus C, Denmark

Single-layer WS is a promising alternative to the widely studied MoSa,
because of the larger size of the spin-splitting and the lower effective
mass of the valence band maximum. Here we present a detailed study
of the electronic structure of the large-area single-layer WSa grown
epitaxially on Au(111) using evaporation of W atoms in a low pres-
sure HoS atmosphere. The growth process is characterized by means
of scanning tunneling microscopy, low-energy electron diffraction and
core-level spectroscopy. The electronic band structure of the single-
layer WSy is determined by angle-resolved photoemission spectroscopy.
The valence band maximum at K is found to be significantly higher
than at I'. The observed dispersion around K is in good agreement
with density functional theory calculations for a free-standing mono-
layer, whereas the bands at T' are found to be hybridized with states
originating from the Au substrate. Strong spin-orbit coupling leads
to a large spin-splitting of the bands in the neighborhood of the K
points, with a maximum splitting of 419(11) meV. The valence band
dispersion around K is found to be highly anisotropic with spin-branch
dependent effective hole masses of 0.40(02)m. and 0.57(09)me for the
upper and lower split valence band, respectively.

O 54.2 Wed 10:45 S053
Synthesis of high quality TaS; monolayer using molecular
beam epitaxy — ¢ ARLETTE S. NGANKEU, CHARLOTTE E. SANDERS,
Marco BiancHi, Macies DENDzIK, and PHiLIP HOFMANN — Depart-
ment of Physics and Astronomy, Aarhus University, 8000 Aarhus C,
Denmark

The transition metal dichalcogenide TaSo has been intensively studied
in its bulk form due to the rich properties arising from the interplay
of electronic instabilities. As in many other materials, the electronic
properties of TaSy might change in interesting ways in the thickness
limit of a single layer. However, finding a good method for the produc-
tion of high quality single layer TaS» is still a big challenge, and the
thinnest crystals of TaSa obtained so far (by exfoliation of the TaSa
bulk) actually have thicknesses of a few monolayers. In this talk, we re-
port the first successful preparation of single- and few-layered TaS2 on
the Au(111) substrate by molecular beam epitaxy. Scanning tunneling
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microscopy, low energy electron diffraction and angle resolved photoe-
mission spectroscopy have been used to probe the surface topography
and electronic properties of TaSa2/Au.

O 54.3 Wed 11:00 S053
2D Heterojunctions from Non-local Manipulations of the In-
teractions — MaLTE ROsNERD2) e CHRISTINA STEINKE!"2, MICHAEL
Lorke!, CHrisToPHER Gies!, Frank JaeNke!, and Tim O.
WEeHLING 12 — nstitut fiir Theoretische Physik, Universitéit Bremen,
Otto-Hahn-Allee 1, 28359 Bremen, Germany — 2Bremen Center for
Computational Materials Science, Universitat Bremen, Am Fallturm
la, 28359 Bremen, Germany

We propose to create lateral heterojunctions in homogeneous two-
dimensional materials based on non-local manipulations of the
Coulomb interaction using structured dielectric substrates. By means
of ab-initio calculations for MoS2 as well as generic semiconductor
models, we show, that changes in the dielectric environment can induce
sizeable band-gap modulations. The Coulomb interaction induced self
energy corrections in real space are sufficiently non-local, to be manip-
ulated externally, and are clearly localized within a radius of a few unit
cell at the same time. This allows to induce spatially sharp interfaces
within a single homogeneous monolayer and thus to form a hetero-
junction by the external manipulation of the Coulomb interaction via
structured dielectric substrates. Hence, new kinds of heterojunctions
can be constructed by placing semiconducting 2d materials on ap-
propriately structured substrates: For a laterally structured dielectric
environment, we find a type-II heterojunction with a sharp band-gap
crossover within less than 5 unit cells. By establishing four perpendic-
ular interfaces a band gap modulation reminiscent of a quantum dot
can be realised.

O 544 Wed 11:15 S053
TFT Fabrication Based on Liquid Exfoliated MoSs Flakes
— eXi1aoLING ZENG!, Sonia METEL?3, VALERIA NicoLosi?34, and
VEIT WaeNER! — 1Jacobs University Bremen, Campus Ring 1, 28759
Bremen, Germany — 2School of Chemistry, Trinity College Dublin,
Ireland — 3CRANN, Trinity College Dublin, Ireland — “School of
Physics, Trinity College Dublin, Ireland

There is a large interest in establishing cheap, scalable processes for
producing low dimensional semiconducting dichalcogenide films for
electronic application. In this work, well exfoliated MoS2 dispersions
were prepared through two step liquid phase exfoliation process with
N-methyl-pyrrolidone (NMP) and Isopropanol (IPA). The obtained
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exfoliated MoSs flakes were characterized by microscopy (TEM and
SEM), Uv - Vis and Raman spectroscopy.

Bottom gate thin film transistors (TFTs) based on exfoliated MoSa
film were fabricated by using spray coating techniques. The deposi-
tion process was optimized to get uniform and percolated MoSs film
with different thicknesses. Transistors show only minor conductivity
directly after layer deposition. However, depositing additional PMMA
layer on top shows large improvement in electrical characteristics, i.e.
switching behavior with changing gate voltage. Interpretation is that
the PMMA layer brings the initially separated flakes into contact and
enables proper percolation. Further investigation found that the thick-
ness of PMMA influences the electrical properties. This low-cost and
scalable solution-based fabrication process will promote the applica-
tion of dichalcogenides in future nanoelectronic devices.

O 54.5 Wed 11:30 S053
Novel Deposition Approach of Semiconducting MoS2 Thin
Films and Their Application for Electronic Devices —
eFraNcIs OLIVER VINAY GoMmEs!)2, Marko MARINKOVIC!, JOCHEN
BreENDT!, TORSTEN BALsTER?, and VEIT WAGNER? — !Evonik Re-
source Efficiency GmbH, Paul-Baumann-Strasse 1, 45764 Marl, Ger-
many — 2Jacobs University Bremen, Department of Physics & Earth
Science, Campus Ring 1, 28759 Bremen, Germany

In this work, MoS2 films obtained from precursor solution via spin-
coating on various substrates were investigated. Molybdenum (V) chlo-
ride dissolved in 1-methoxy-2-propanol was used as precursor solution.
The MoS2 films obtained from the Mo-precursor upon sulfurization
during annealing were analyzed for surface morphology and rough-
ness, chemical composition and crystallinity. In addition, comparison
of silicon and sapphire substrates were studied. Our approach focuses
on novel deposition technique compared to the current state-of-the-art
chemical vapour deposition.

The thickness of the MoS2 films was controlled in the process, and
film thicknesses between 2 and 27 nm were obtained. The thickness of
the films linearly scaled with precursor concentration. SEM/EDX mea-
surements indicate that the surface morphology and film composition
is strongly dependent on the annealing temperature and processing
environment. Electrical measurements demonstrate a film conductiv-
ity of 0.27 S/cm while XRD confirms the formation of semiconducting
2H-MoS2 films. The future steps will lead towards applying fabricated
films in electronic devices such as thin film transistors.

O 54.6 Wed 11:45 S053
Growing graphene underneath hBN on Rh(111) — eUta
ScuLickuMm!, DANIEL RosENBLATT!, SEBASTIAN KosLowski!, and
Kravs Kern?2 — !Max-Planck-Institute for Solid State Research,
70569 Stuttgart, Germany — 2Ecole Polytechnique Fédérale de Lau-
sanne, 1015 Lausanne, Switzerland

The stable hexagonal monolayer of hBN is an insulator with excellent
dielectric properties. It can be grown on a large variety of transi-
tion metal surfaces like Rh(111) on which it shows a hexagonal Moire
super-lattice. We grow a single layer of hBN on Rh(111) by chemical
vapor deposition and found beside the well known hexagonal struc-
ture a new periodic pattern resembling a lattice of a "spoked wheel"
(SW). For small coverages this new phase appears at the intersection
of the rims connecting three valleys of the Moire lattice, and forms
large islands for higher coverage. Atomic resolution topographic im-
ages reveal that the phase boundaries do not disturb the atomic lattice
periodicity of the hBN. Depending on the preparation parameters, the
relative coverage of the two phases can be tuned at will. The crucial
parameter determining the relative coverage is the time, the sample
stays at about 600°C after the exposure to borazine at 800°C. It is
well known that at 600°C, C impurities segregate and accumulate at
the surface. This together with the fact that the hBN lattice itself
remains intact crossing a phase boundary, leads us to conclude that
the SW phase consists of an additional graphene layer below the hBN
layer. Various experimental details, like high resolution spectroscopy,
support this interpretation.

O 54.7 Wed 12:00 S053
Prediction of metastable two-dimensional compounds in the
C/Si system using global optimization techniques, and inves-
tigation of their electronic properties — eJoHANN CHRISTIAN
ScuoN and Rico GurzLEr — MPI for Solid State Research, Heisen-
bergstr. 1, D-70569 Stuttgart

We employ the global energy landscape exploration package G42+[1,2]
to predict (meta)stable two-dimensional crystalline polymorphs in the
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carbon/silicon system for a range of compositions: C:Si = 1:0, 3:1,
2:1, 1:1, 1:2, 1:3, and 0:1.[1] During the global search (energy function:
DFT), both atom positions and cell parameters in the xy-plane were
allowed to vary freely. The global optimization method used was basin-
hopping-simulated annealing, with two consecutive local optimizations
- the first keeping the atoms restricted to the z = 0 plane, while the
second one also permitted relaxation in the z-direction. For all com-
positions, the lowest energy 2D-structures exhibited a graphene-like
super-structure with 6-membered rings, but many quite stable com-
peting minimum structures containing a variety of rings of size 4 -
12 were also observed. Deviations from planarity occurred most fre-
quently for structures where a high local concentration of the Si-atoms
was present. Complementing geometric structure prediction, we per-
formed band-structure calculations to investigate the effect of geometry
and C:Si ratio on the electronic properties of these 2D-materials.

[1] J. C. Schén, Proc. Appl. Ceram. 9:157-168
(2015); 2] J. C. Schon, G424+ Manual, www.chemie.uni-
bonn.de/ac/schoen/forschung/g42-manual, (2015)

O 54.8 Wed 12:15 S053

Tuning the physical properties of MoS2 membranes
by organophosphonate interfacial chemistry — eSUSANNE
ScHWARZWALDER!, REka Csiki!, Eric PARZINGER!, JEFFREY

ScHwaRrTz?, ALEXANDER HOLLEITNER!', MARTIN STUTZMANN', UR-
suLA WURSTBAUER!, and ANNA CaTTani-Scrorz! — 1Walter Schot-
tky Institut and Physik Department, Technische Universitdt Miinchen,
Germany — 2Princeton University, New Jersey, USA

One of the most prominent members of the 2D material family is the
transition metal dichalcogenide MoS2, due to its natural occurrence
and its promising potential applications in nanoelectronic and opto-
electronic devices [1]. Interfacial chemistry strongly influences the
interaction of molecularly thin semiconducting membranes with the
underlying substrate, hence a suitable silicon surface functionalization
can be employed for improving the performance of MoS2-based devices
[2]. Our work focuses on the investigation of surface functionaliza-
tion using homogeneous organophosphonate self-assembled monolay-
ers (SAMs) covalently bonded to SiO2. In particular, the interaction
of single layer (SL) MoSs with SAMs based on four different aromatic
phosphonic acids are investigated. Modulation of the intrinsic n-type
doping of SL-MoSsy via charge transfer with aromatic SAMs is sug-
gested by a shift in the Raman-active out-of plane vibrational mode
A4, emphasizing the importance of interfacial interactions in MoSs-
based nanodevices.

[1] R. Ganatra, Q. Zhang, ACS Nano 8, 4074 (2014).

[2] S. Najmaei et al., Nano Lett. 14, 1354 (2014).

0O 54.9 Wed 12:30 S053
Structural analysis of one monolayer of hBN on Cu(111) via
NIXSW and SPA-LEED — eTmvo HEEPENSTRICK!, CHRISTINE
BrULke!, INaA KrIEGER!, SERGEY SuBAcH?, SiMON WEIss?, NIKLAS
HumBEeRG!, and MoriTz SokorLowski! — !nstitut fiir Physikalis-
che und Theoretische Chemie der Universitat Bonn, Wegelerstrafie 12,
53115 Bonn, Germany — 2Peter Griinberg Institut, Forschungszen-
trum Jiilich, 52452 Jilich, Germany

We present a detailed structural analysis of hBN on Cu(111) with nor-
mal incidence x-ray standing waves (NIXSW) supported by spot profile
analysis low energy electron diffraction (SPA-LEED). hBN forms an
incommensurate structure on Cu(111) with a lattice mismatch of 2.3%
corresponding to the unstrained hBN layer. The NIXSW experiments
show that the hBN layer is weakly bonded with a distance of 3.23 A
(for the nitrogen) and 3.26 A (for the boron) and shows little buckling.
We also present an analysis for the topmost Cu(111) layer with and
without a monolayer of hBN.

O 54.10 Wed 12:45 S053
Nanotents - 2 nm void-formation and self-healing in 2D
monolayers on metals — eHuanyao Cun!, MARCELLA IANNUZZIZ,
ApriaNn HEmmi!, Sivan RoTa!, JURe OSTERWALDER!, and THOMAS
GREBER! — Physik-Institut, Universitit Ziirich, Winterthurerstrasse
190, CH-8057 Ziirich, Switzerland — 2Chemistry-Institut, Universitéit

Ziirich, Winterthurerstrasse 190, CH-8057 Ziirich, Switzerland

At room temperature, it is quite challenging to immobilize single
atoms. However, with the single layers of hexagonal boron nitride
(h-BN) or graphene, site-selective immobilization of atoms at surfaces
becomes feasible. The h-BN nanomesh is a corrugated structure that
consists of two regions, the ’pores’ with 2 nm diameter and the sur-
rounding ’'wire’ regions.
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In the present study, we demonstrate that the h-BN nanomesh,
which acts as thin ”rainfly”, can trap atoms at distinct subsurface
sites and form so-called "nanotents” structure. Remarkably, annealing
to 900 K induces the ”can-opener” effect: h-BN flakes at pore sites
are cut out from the h-BN monolayer and 2 nm voids form on the h-
BN surface. We assign the ”can-opener” effect to the vacancy defects
generated during the Ar+ penetration. Higher temperature annealing

leads to the ”self-healing” of the h-BN monolayer. Systematic mea-
surements reveal that the entire process, including nanotent formation,
”can-opener” effect and nanomesh ”self-healing”, is well controlled and
repeatable. The reported effects are robust and quite general: they
are also observed in graphene on ruthenium, for neon and rubidium
atoms.

O 55: Frontiers of Electronic Structure Theory: Focus on Topology and Transport Il

Time: Wednesday 10:30-13:00

O 55.1 Wed 10:30 H24
Coupled-Cluster approach for both molecules and solids in
the numeric atom-center orbital framework — eToNGHAO
SHEN, ArviD ConNraD IHRIG, IcOrR YING ZHANG, and MATTHIAS
SCHEFFLER — Fritz- Haber-Institut der MPG, Berlin.

For a quantitative prediction of material properties, an advanced de-
scription of electronic correlation is crucial. As the "gold standard"
correlation method in quantum chemistry, the coupled-cluster (CC)
ansatz with singles, doubles and perturbative triples (CCSD(T)) is
starting to gain attention in materials science[l]. At present, the
CCSD(T)-quality description of the correlation effects in solids can
be achieved by either studying the cluster-size convergence toward the
bulk in real space[l]| or implementing CCSD(T) for extended systems
in reciprocal space[2]. In order to investigate and compare these ap-
proaches on an equal footing, it is essential to have a computational
platform that enables CCSD(T) simulations to be carried out using
both cluster and periodic models in a single computational environ-
ment. In this report, we present a CCSD(T) implementation for both
molecules and solids in the all-electron full-potential code FHI-aims|[3]
with numeric atom-center orbital(NAO) basis sets. A special memory-
distribution strategy is designed to significantly reduce the inter-CPU
communication, which is the main challenge for the parallelization of
wave-function methods. The accuracy and efficiency are demonstrated
for a group of molecules, 1D-, 2D- and 3D-periodic materials. [1] C.
Miiller, et al., PCCP. 14, 7605 (2012); [2] A. Griineis, et al., JCTC 7,
2780 (2011); [3] V. Blum, et al., CPC 180, 2175-2196 (2009).

O 55.2 Wed 10:45 H24
Surface adsorption energetics at the "gold standard": Small
molecule binding to TiO2(110) — eDaniEL Bercerb2, A.
Kusas®, D. Mancanas®, H. OBeruorer!, F. NErse?, and K.
ReuTER! — !TU Miinchen — 2University of California, Los Ange-
les — 3MPI fiir chemische Energiekonversion, Miilheim an der Ruhr

Adsorption energies at oxide surfaces are central quantities required
for catalysis, energy and a multitude of other application areas. At
present, the by far dominant computational method to obtain such en-
ergetics is density-functional theory (DFT). Unfortunately, systematic
benchmarking of such energetics against accurate reference numbers
from correlated wave-function theory as known from molecular sys-
tems is scarce, largely owing to the fact that the latter techniques are
often not available for standard periodic boundary condition supercell
calculations.

We address this situation with a solid-state QM /MM embedded clus-
ter approach, in which the adsorbate and immediate surrounding sur-
face atoms are described quantum mechanically, while the long-range
electrostatic interactions are accounted for through a polarizable force
field. This yields a numerically highly efficient approach that enables
use of the recently developed domain-based local pair natural orbital
coupled cluster method with single-, double- and perturbative triple-
excitations (DLPNO-CCSD(T)) in the quantum region. We exploit
corresponding "gold standard" adsorption energies for a set of proto-
typical small molecules interacting with the rutile TiO2(110) surface
for a systematic benchmark of DFT numbers.

0O 55.3 Wed 11:00 H24
Water adsortpion on surfaces form many-body perturbation
theory — e THEODOROS T'sarsouris and ANDREAS GRUNEIS — Max-
Planck-Institute for Solid State Research, Stuttgart

The accurate description of the interaction of molecules with surfaces
is of crucial importance for a wide range of phenomena. While Kohn-
Sham density functional theory is one of the most widely-used meth-
ods for describing the electronic structure of surfaces, many local and
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semi-local functionals are often not able to produce accurate molecular
adsorption energies. Quantum chemical wave-function based methods
such as Mgller-Plesset perturbation theory (MP2) and coupled-cluster
methods promise controllable accuracy, however, at much higher com-
putational costs. Large part of the latter is due to the number of
virtual states. We consider an approach whereby the occupied or-
bitals are converged in a plane wave basis, whereas the virtual space is
then constructed using pseudized Gaussian orbitals expanded in plane
waves, leading to reduced computational cost. In particular we study
water adsorption on bulk LiH and h-BN sheets at the level of MP2
theory within the projector-augmented-wave method as implemented
in VASP [1]. The results are compared to state-of-the-art methods
such as hybrid functionals and diffusion Monte Carlo [2].

[1] Marsman et al., The Journal of Chemical Physics, 130, 184103
(2009)

[2] Al-Hamdani et al., The Journal of Chemical Physics, 142, 181101
(2015)

O 554 Wed 11:15 H24
Photo-isomerization in azobenzene-functionalized self-
assembled monolayers: The impact of many-body effects
— oCATERINA CoccHl and Craubpia Draxr — Institut fiir Physik
und IRIS Adlershof, Humboldt-Universitat zu Berlin, Berlin, Germany

Self-assembled monolayers (SAMs) of azobenzene-functionalized alka-
nethiols on gold suffer from hindered photo-isomerization, as observed
experimentally [1]. While this behavior is generally ascribed to strong
intermolecular coupling, a clear microscopic understanding of this phe-
nomenon is still missing. In order to address this question, we perform
a first-principles study of the excited-state properties of azobenzene-
functionalized SAMs. In the framework of many-body perturbation
theory (GW approximation and Bethe-Salpeter equation), as imple-
mented in the all-electron full-potential code exciting [2], we investi-
gate the optical absorption spectra of these materials, inspecting the
influence of packing density and functionalization of the azobenzene
molecules with different end groups. Through a systematic analysis
of the character of the excitations, we clarify the role and interplay of
screening and local-field effects, which strongly impact light absorption
and hence photo-isomerization in these systems.

[1] C. Gahl et al. J. Am. Chem. Soc. 132, 1838 (2010). [2] A.
Gulans et al. J. Phys.: Condens. Matter 26, 363202 (2014).

O 55.5 Wed 11:30 H24
Laplace-transformed MP2 with localized Resolution of Iden-
tity -efficient in-memory MP2 for large systems — oARvID
CoNraD InriG!, Parrick RINKE?, Icor YING Zuanc!, and
MarTHIAS SCHEFFLER! — 1Fritz-Haber-Institut der Max-Planck-

Gesellschaft, Berlin, Germany — 2Aalto University, Helsinki, Finland

A well-known problem in local and semi-local density functional ap-
proximations and to a lesser extend also in hybrid functionals is the
one-electron self-interaction error, which can lead to a qualitatively
wrong description for applications like charge-transfer systems. One
possible remedy is the 2nd order Mgller-Plesset perturbation theory
(MP2), which does not suffer from this error. However, the time and
memory requirements for MP2 prevent it routine-use for large molecu-
lar and periodic systems. The Laplace-transformed MP2 (LT-MP2) [1]
can significantly reduce the computational time, but requires the us-
age of intermediate variables stored on disk, resulting in an inefficient
usage of computational resources. In this work we combine the LT-
MP2 with our localized Resolution of Identity (RI-LVL) [2] approach
to eliminate the disk-storage bottleneck and fully exploit massive par-
allelization strategies. RI-LVL expands the basis function pairs in the
electron repulsion integrals in local auxiliary basis sets. For the exam-
ple of water clusters, we demonstrate the favourable memory scaling



Regensburg 2016 — O

Wednesday

(at worst N2) of our new MP2 implementation, which facilitates the
in-memory calculation of large systems at high accuracies.

[1] P. Ayala et al., J. Chem. Phys. 110, 3660 (1999)

[2] Thrig et al., New J. Phys. 17, 093020 (2015)

O 55.6 Wed 11:45 H24
GW singles contributions for the random phase approxima-
tion correlation energies — oJiri KriMEs!, MERzUK KAaLTAKZ,
EMANUELE Maccio®, and GrorGg Kresse® — 1J. Heyrovsky Insti-
tute of Physical Chemistry, Prague, Czech Republic — ?Department
of Physics and Astronomy, Stony Brook University, Stony Brook, NY

— 3University of Vienna, Faculty of Physics, Vienna, Austria

The random phase approximation (RPA) to the correlation energy
yields often very accurate results for condensed matter systems. How-
ever, a general tendency to underbind has been observed for systems
such as molecular solids or for adsorption. One of the ways that have
been proposed to improve the accuracy of RPA are the so-called sin-
gles corrections of Ren and coworkers [1]. We present our derivation of
the singles corrections using the assumption that the electron density
changes when going from the reference to the interacting system [2].
This leads to a very compact expression for the corrections. Moreover,
the singles formula can be easily modified to account for screening ef-
fects, giving the GW singles. We assess the effect of both the original
and modified singles on covalently and metallically bonded systems
as well as on simple weakly bonded systems. Finally, we show that
adding the singles corrections leads to considerably improved adsorp-
tion energies and lattice energies of molecular solids.

[1] Ren, Tkatchenko, Rinke, Scheffler, Phys. Rev. Lett 106, 153003
(2010).

[2] Klimes, Kaltak, Maggio, Kresse, J. Chem. Phys. 143, 102816
(2015).

O 55.7 Wed 12:00 H24
Long-range corrected DFT meets GW: Vibrationally re-
solved photoelectron spectra from first principles — e¢THomas
KORrRzZDORFER — Institut fiir Chemie, Universitdt Potsdam, D-14476
Potsdam

We introduce an entirely non-empirical and computationally efficient
scheme to calculate highly reliable vibrationally resolved photoelec-
tron spectra for molecules from first principles.[1] To this end, we
combine non-empirically tuned long-range corrected hybrid functionals
with non-self-consistent many-body perturbation theory in the GoWy
approximation and a Franck-Condon multi-mode analysis based on
DFT-calculated frequencies. The vibrational analysis allows for a di-
rect comparison of the GW-calculated spectra to gas-phase ultraviolet
photoelectron measurements of neutral and anionic molecules, respec-
tively. In addition, vertical IPs and EAs were benchmarked against
other GW methods and basis-set extrapolated CCSD(T) results for
a recently introduced test set of 24 molecules frequently used in or-
ganic electronics.[2] GoWo@QLRC-DFT yields mean absolute errors on
the order of 0.1 eV for IPs, EAs, and fundamental gaps, clearly out-
performing commonly used GoWj approaches as well as partially and
fully self-consistent GW methods.

[1] L. Gallandi and T. Kérzdérfer, JCTC 11, 5391 (2015).

[2] L. Gallandi, N. Marom, P. Rinke, and T. Kérzdorfer, JCTC ac-
cepted for publication (2015).

O 55.8 Wed 12:15 H24
LDA-1/2 as a starting point for GoWjp calculations
eRoNALDO RoDpRIGUES PrLal?, UTe WERNER!, DMITRII NABOK!,
and Craubpia Draxt! — 'Humboldt-Universitit zu Berlin, Institut
fiir Physik and IRIS Adlershof, Berlin, Germany — 2Instituto Tec-
nologico de Aeronautica, Sdo José dos Campos, Brazil

For many semiconductors and insulators, LDA represents a bad start-
ing point for GoWj calculations. Hybrid functionals improve upon
LDA, but at the price of increasing computational cost of about 2 or-
ders of magnitude. An alternative starting-point for the single-shot
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GoWp can be the LDA-1/2 method [1], because it approximately in-
cludes the self-energy of quasi-particles within a generalized Kohn-
Sham scheme, leading to improved band-gaps over the LDA ones, but
without being computationally more involved. In this work, we sys-
tematically compare 3 starting-points for GoWy calculations: LDA,
PBEO, and the LDA-1/2 method. A selection of semiconductors (C,
Si, SiC, AlP, LiF, MgO, Ne, Ar, GaN, GaAs, CdS, ZnS, and ZnO) is
chosen for this benchmark. We demonstrate that LDA-1/2 is a good
choice in most cases, reducing the root mean square error in band-gap
predictions by 50% when compared to GoWj on top of LDA or PBEO.
With the exception of large band gap materials, LDA-1/2 predictions
are already close to the experimental band gaps, and thus GoWj has
minor effects.

Reference [1]: Phys. Rev. B 78, 125116 (2008).

Acknowledgements: “Coordenagao de Aperfeicoamento de Pessoal
de Nivel Superior” (CAPES) and “Alexander von Humboldt Stiftung”.

O 55.9 Wed 12:30 H24
DFT-+U within a numeric atom-centered orbital basis —
eMarTHIAS Kick, HARALD OBERHOFER, and KARSTEN REUTER —
Technische Universitdt Miinchen

Materials like transition metal oxides (TMOs) still challenge a descrip-
tion through first-principles density-functional theory (DFT). Appro-
priately capturing the electron localization in TMOs generally requires
at least hybrid exchange-correlation functionals. Such higher-rung
functionals come with appreciable computational cost, which limits
their use in large supercell calculations. For such applications effec-
tive and numerically less intense approaches are therefore still a much
sought alternative.

One such method is the DFT+U approach, where the on-site
Coulomb correlation effects are treated using a model Hamiltonian,
while remaining interactions are treated on the level of semi-local
DFT. Full DFT+U functionality including nuclear gradients (forces)
has been implemented in the electronic structure code FHI-aims. We
account for three common occupation matrix representations, differing
in the way how the occupations of the correlated subspaces are deter-
mined. We critically discuss their performance and differences in the
context of the numeric atomic orbital basis sets employed in FHI-aims.
The established numerically efficient framework is finally used to ad-
dress neutral and charged oxygen vacancies at the TiO2(110) surface
within a solid-state embedding approach.

O 55.10 Wed 12:45 H24
High-throughput Screening and Statistical Learning for De-
sign of Transparent Conducting Oxides — e CHRISTOPHER SUT-
TON, Luca M. GHIRINGHELLI, and MATTHIAS SCHEFFLER — Fritz-
Haber-Institut der Max-Planck-Gesellschaft

Transparent conducting oxides (TCOs) represent a class of well-
developed and commercialized wide-bandgap semiconductors that are
crucial for many electronic devices. Ternary Al, Ga, and In-based
sesquioxides are investigated as alternative wide-bandgap semiconduc-
tors motivated by very intriguing recent experimental work that has
demonstrated bandgap engineering in (GayInl-y)203 from 3.8 eV to
ca. 5 eV[1] and ca. 5 eV to 7.5 eV for (All-xGax)203.[2]

New ternary oxides with the chemical structure of (AlxGayInl-x-
v)203 have been identified using cluster expansion (CE) models com-
bined with fast stochastic optimization techniques (e.g., Wang-Landau
and diffusive nested sampling) in order to efficiently search potential
(ordered and disordered) configurations within a given lattice and for
different temperatures. Wang-Landau and diffusive nested sampling
has also allowed for a consideration of the effect of entropy on the
relative stability of ternary oxides. Statistical learning has also been
used to identify a structure-property relationship to efficiently identify
new wide-band gap TCOs to improve the fundamental chemical and
physical properties (e.g., conductivities, mobilities, and optical trans-
parency) by investigating the parameters that control these properties.

[1] F Zhang, et al., Solid State Communications 2014, 186, 28. [2]
H Ito, et al., Japanese Journal of Applied Physics 2012, 51, 100207.
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O 56: Nanostructures: Dots, Particles and Clusters

Time: Wednesday 10:30-12:30

O 56.1 Wed 10:30 H4
Coherent X-ray Diffraction of Single Epitaxial Nano-Objects
— eTnomas F. KeLLEr!2, RoMAN SHAYDUK!, VEDRAN VoONK!,
ARrt1 DancwaL PanDEY!, CLaupia NEisser?, IRENE FERNANDEZ-
Cugsta?, ALEXEY ZozuLyal, MICHAEL SPRUNG!, and ANDREAS
StierLED2 — IDeutsches Elektronen Synchrotron (DESY), Hamburg,
Germany — ?Institute for Nanostructure and Solid State Physics, Uni-
versity of Hamburg, Germany — S3Institute for Ton Beam Physics,
Helmholtz Center Dresden-Rossendorf, Germany

Controlled nanocatalysis requires novel approaches to understand the
size-dependence of catalytic processes. We report on a one-to-one
structure analysis of a single platinum (Pt) nanodot-array supported
by a strontium titanate STO(100) single crystal by real-space imag-
ing in a scanning electron microscope and in reciprocal space using
coherent Bragg diffraction from a focused X-ray beam at PETRA III
at DESY.

The Pt nanodot-array was created using a combined lift-off and etch-
ing process based on e-beam lithography. Utilizing a transfer and re-
positioning protocol using the Pt X-ray fluorescence we localized the
2x2 mu? array with a center-center distance of 150 nm between single
Pt nanodots. The Pt(111) Bragg peak position indicates a preferential
Pt(111)/STO(100) orientation. The interference fringes of this peak
are typical for coherent diffraction and allow extracting particle shape,
size and interparticle distance to compare with the real space imaging.

We propose the use of such nanodot-arrays for future experiments on
in-situ oxidation or catalysis as well as for coherent X-ray diffraction
of single nano-assemblies under reaction conditions.

O 56.2 Wed 10:45 H4
Cluster mobility of supported size-selected clusters
e AMELIE PoRrzELT, FABIAN KNOLLER, MICHAEL KONIG, YVES
Fukamori, FriepricH Esch, and ULt Heiz — Technische Univer-
sitdt Miinchen, Chair of Physical Chemistry, Lichtenbergstr. 4, 85748
Garching, Germany

We present our studies on the ripening dynamics of individual size-
selected clusters on a periodically wettable Moiré-graphene film on
Rh(111). By imaging the cluster dispersion and by tracking the clus-
ter diffusion, insight into the fundamental processes that govern the
cluster diffusion can be gained - how do clusters start their diffusive
motion, which path do they follow, how do they stop, and how does
this behavior depend on their specific size? We present data on the dif-
fusion of bare clusters and investigate changes induced by adsorbates
such as CO, hydrogen or oxygen.

0 56.3 Wed 11:00 H4
Mass selected copper clusters on thin oxide films investigated
with STM — eDomiNiKk WoLTER!, RAPHAEL FLOEGEL!, MATTHIAS
Bouren!2, CHRIsTOPH SCHRODER!, CONRAD BECKERS, and HEINZ
Hover! — Fakultit Physik / DELTA, Technische Universitit Dort-
mund, 44221 Dortmund, Germany — 2Now at: Physikalisches Insti-
tut, Universitit Freiburg, 79104 Freiburg, Germany — 3 Aix-Marseille
Université, CNRS, CINaM UMR 7325, 13288 Marseille, France

Oxide layers are commonly used for industrial purposes (e.g. micro-
electronics) but also a topic of current research. It was shown previ-
ously, that an Al>Os3 film on a clean NigAl(111) surface can provide a
template for palladium cluster array growth [1]. The quality of the ox-
idized surface was investigated with Low-Energy Electron Diffraction
and Scanning Tunneling Microscopy. These oxide films are suitable
for the deposition and investigation of mass selected clusters, because
the layers are thick enough to minimize cluster-surface interaction but
simultaneously thin enough to keep characterization with STM fea-
sible. We evaluate the apparent height of deposited copper clusters
as well as the next-neighbor distances in order to investigate their ar-
rangement on the oxidized surface. Furthermore the mobility of the
clusters is analyzed by incremental heating procedures. The next-
neighbor distances can then be compared to Monte Carlo simulation
data for various lattices to check whether the clusters attach to the
template structure given by the oxide film or not. [1] S. Degen, C.
Becker and K. Wandelt, Faraday Discuss., 125, 343-356 (2004).

0 56.4 Wed 11:15 H4

Towards the geometrical structure of small, deposited

93

Location: H4

Au nanoclusters using grazing incidence X-ray scatter-
ing — eDENIzA CHEKRYGINA', MATTHIAS SCHWARTZKOPFZ, Bio-
ERN BEYERSDORFF2, ANDRE RoTukIRCH?, IvAN Bagev!, ToRBEN
Beeck!, Friptior KieLcast!, STepHAN KLuMmPP!, JAN-HENDRIK
RuescHER!, STEPHAN RoTH?, WILFRIED WURTH!Y2, and MICHAEL
MAaRTINS! — 1Physik Department, Universitit Hamburg — 2DESY

Photon Science, Hamburg

Mass-selected gold clusters deposited on a surface consisting of only
a few atoms are of great interest due to their quantum size effects
[J.Phys.Chem A, 103,9573 (1999)]. The geometrical structure of these
objects is still not determined for most cases and the existing theoreti-
cal models are contradictory [Phys.Rev.B 67,085404(2003);Str.Chem.,
V16,N4(2005)]. In our work we investigate the geometrical structure
of size-selected Au9 clusters deposited on a silicon substrate prepared
under different soft-landing conditions. The clusters were capped with
a thin Al film to suppress oxidation. Due to the very small size of
our clusters we follow a new path for structural analysis. We compare
differently prepared samples and present first results obtained using a
combination of several complimentary methods performed in parallel:
Grazing-incidence small- and wide-angle X-ray scattering (GISAXS
and GIWAXS) and X-ray fluorescence (XRF).

0 56.5 Wed 11:30 H4
Vortex Assisted Growth of Metallic Nanowires in Superfluid
Helium Droplets — e ALEXANDER VoLk!, PHiLIPP THALER!, AN-
prREAS W. Hauser!, DanieL KNEz?, WERNER GROGGER?, FERDI-
NAND Horer?, and WorrcanGg E. Ernst! — !Institute of Exper-
imental Physics, TU Graz, Petersgasse 16, 8010 Graz, Austria —
2Institute for Electron Microscopy and Nanoanalysis, TU Graz, Steyr-
ergasse 17, 8010 Graz, Austria

Helium droplets provide an ideal matrix for the aggregation of tailored
metallic nanoclusters and nanowires. The vortex guided growth pro-
cess of the wires in the superfluid helium environment has not been
fully understood yet. Silver represents a special case among the metals
studied so far since no continuous wires were detected after surface de-
position, which was attributed to some unexplained barrier formation
by the helium. We have explored the growth process of silver nanowires
in detail and show by high resolution transmission electron microscopy
in combination with computer simulations under which conditions con-
tinuous nanowires are obtained. These insights enable us to deduce a
model for the growth process of these wires inside the helium droplets
from comparison of silver and gold nanowire morphologies. It shows
further, that the morphologies of the nanowires can be controlled via
the doping rates with which the metal atoms are added to the droplets
during the synthesis process.

0 56.6 Wed 11:45 H4
Formation of Ag-Au core-shell clusters in superfluid helium
nanodroplets studied by atomic resolution electron tomog-
raphy — PuiLipP THALER!, GEORG HABERFEHLNER?, ALEXANDER
Vork!, GERALD KoTHLEITNERZ, and eWoLFcaNG E. ErnsT! —
Hnstitute of Experimental Physics, TU Graz, Petersgasse 16, 8010
Graz, Austria — 2Institute for Electron Microscopy and Nanoanaly-
sis, TU Graz, Steyrergasse 17, 8010 Graz, Austria

Metallic nanoparticles consisting of a few thousand atoms are of large
interest for potential applications in different fields such as optics,
catalysis or magnetism. Structure, shape and composition are the
basic parameters responsible for properties of such nanoscale materi-
als. We report on the formation of metallic core-shell nanostructures
in superfluid helium nanodroplets (Hey ) and their subsequent surface
deposition under soft landing conditions. Using atomic resolution elec-
tron tomography, we can clarify the structure and composition of our
particles on an atomic level. This detailed analysis shines light on the
growth process of the nanoparticles and will allow deliberate tuning
between single core and multi-core structures in future experiments.

O 56.7 Wed 12:00 H4
Silver clusters in room temperature ionic liquids: supersonic
nozzle expansion deposition — eSTEFANIE ROESE, DaviD ENGE-
MANN, ANDREAS GRUHN, and Heinz HOveL — Fakultat Physik /
DELTA, TU Dortmund, Otto-Hahn-Str. 4, 44221 Dortmund, Ger-

many
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Promising stabilizers for nanoparticles are room temperature ionic lig-
uids (RTIL), which are salts of weakly coordinating cations and an-
ions being liquid at room temperature [1]. They consist of a large
organic cation and a small inorganic anion. The different charges of
the molecules cause a strong attractive interaction, while the large
difference of size of the molecules prevents condensation at room tem-
perature [2]. Due to their low vapor pressure RTIL can be used under
vacuum conditions. BMIM PF6 is one of the most widely studied ionic
liquids [3] and is here used for the generation and stabilization of silver
nanoparticles.

The investigated silver nanoparticles are formed in a supersonic noz-
zle expansion [4] and deposited into the RTIL using a rotating cylinder
for mixing. The cluster properties are investigated afterwards with
UV /Vis absorption measurements, XANES and SAXS. The formation
of a cation layer at the cluster surface could be observed.

[1] J. Dupont, J. D. Scholten, Chem. Soc. Rev. 39, 1780 (2010). [2]
J. Dupont, Accounts of chemical research 44, 11 (2011). [3] P. Dash
and R. W. J. Scott, Chem. Commun. 2009, 812. [4] H. Hovel, et al.,
Z. Phys. D 42, 203 (1997).

0 56.8 Wed 12:15 H4

The effect of different gas admixtures on nanoparticles forma-

tion in a gas aggregation source and their treatment by hollow
cathode plasma — eOLEKSANDR PoLoNskYl, AMIR MOHAMMAD
Anabpi, THOMAS STRUNSKUS, and FrRaNz FAuPEL — Chair for Mul-
ticomponent Materials, Faculty of Engineering, Christian-Albrechts
University at Kiel, Germany

Metal nanoparticles (NPs) have been of high scientific interest in the
last decades as they have unique chemical, physical, electrical, mag-
netic and optical properties, which are particularly explored in com-
bination with host matrix. Among the number of PVD methods for
nanoparticles generation, the gas aggregation method has lately re-
ceived an increased attention due to simplicity of NPs deposition and
variety of parameters to control their properties (size, rate). The
present talk is concerned with a such called Gas Aggregation clus-
ter Source (GAS) for metal and metal oxide nanoparticles generation.
New results of the influence of nanoparticles generation by admixing
different gases into the GAS volume for noble metals (Ag, Cu) will
be presented. The effect of helium/oxygen admixture on cluster for-
mation is studied in detail. In addition we report on the combination
of the established process of NPs generation by GAS with a hollow
cathode (HC) plasma source for novel nanostructure formation. Here,
an Ag nanoparticle beam has been treated by a HC plasma at different
operation parameters.

O 57: Focus Session: Many-body effects in two-dimensional materials

Organizers: Christopher Gies and Tim Wehling (Universitéit Bremen)

Time: Wednesday 9:30-13:00

Invited Talk O 57.1 Wed 9:30 H16
Probing bandgap renormalization, excitonic effects, and in-
terlayer coupling in 2D transition metal dichalcogenide semi-
conductors — eMicueL M. Ucepa!, AaroN BRADLEY!, SUFEI
Sur!, FELiPE H. JorNaDpal, Y1 ZHANGZ 2, D1ana Qrul, WEr Ruant?,
SEBASTIAN WICKENBURG!, ALEXANDER Riss!, Jione Lul, Sunc-
KwaN Mo?2, Zauip Hussamn?, Zur-Xun SHENS, FeEne Wancl,
STEVEN G. Louie!, and MicuaeL F. Crommie! — !Department
of Physics, University of California, Berkeley, CA 94720, USA. —
2Advanced Light Source, Lawrence Berkeley National Lab., Berkeley,
CA 94720, USA. — 3Stanford Institute for Materials and Energy Sci-

ences, Menlo Park, CA 94025, USA.

Reduced screening in 2D metal dichalcogenides (TMDs) has been pre-
dicted to result in dramatically enhanced Coulomb interactions that
should cause giant bandgap renormalization and excitonic effects. Here
we present direct experimental observation of extraordinarily high ex-
citon binding energy and band structure renormalization in a single-
layer of semiconducting TMDJ1]. We have determined the binding en-
ergy of correlated electron-hole excitations in monolayer MoSe2 grown
via molecular beam epitaxy on bilayer graphene by using a combina-
tion of scanning tunneling spectroscopy and photoluminescence spec-
troscopy. We have also studied the role of interlayer coupling and
layer-dependent carrier screening on the electronic structure[2] of few
layer MoSe2. We find that the electronic quasiparticle bandgap de-
creases by nearly 1 eV when going from one layer to three. [1|Nature
Materials 13, 1091 (2014). [2]Nano Letters 15, 2594 (2015).

O 57.2 Wed 10:00 H16
A Tight Binding Approach to Strain and Curvature in
Monolayer Transition-Metal Dichalcogenides — ¢ ALEXANDER
PeARCE and Guipo BURKARD — Department of Physics, University
of Konstanz, D-78464 Konstanz, Germany

We present a model of the electronic properties of the monolayer
transition-metal dichalcogenides based on a tight binding approach
which includes the effects of strain and curvature of the crystal lattice.
Mechanical deformations of the lattice offer a powerful route for tun-
ing the electronic structure of the transition-metal dichalcogenides, as
changes to bond lengths lead directly to corrections in the electronic
Hamiltonian while curvature of the crystal lattice mixes the orbital
structure of the electronic Bloch bands. We first present an effective
low energy Hamiltonian describing the electronic properties near the K
point in the Brillouin zone, then present the corrections to this Hamil-
tonian due to arbitrary mechanical deformations and curvature in a
way which treats both effects on an equal footing. This analysis finds
that local area variations of the lattice allow for tuning of the band gap
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and effective masses, where the application of uniaxial strain decreases
the magnitude of the direct band gap at the K point. Additionally,
strain induced bond length modifications create a fictitious gauge field
but with a coupling that is smaller than seen in related materials like
graphene. We also find curvature of the lattice leads to the appearance
of both an effective in-plane magnetic field which couples to spin de-
grees of freedom and a Rashba-like spin-orbit coupling due to broken
mirror inversion symmetry. (arXiv:1511.06254).

O 57.3 Wed 10:15 HI16
Observation of charge density wave order in 1D mirror twin
boundaries of single-layer MoSe2 — eSArRAa Barjal, Sepas-
TIAN WICKENBURG!, ZHEN-FEI Livl, Y1 Zuanc!, Hyesn Ryul,
MicUEL M. Ugepa?, Zauip HussaiN!, Zui-XuN SHEN3, SuNG-
KwaN Mol!, MiquerL B. SaLmeron!2, FENc Wang!2, MICHAEL
F. CrommiED?, D. FRANK OGLETREE!, JEFFREY B. NEATON'2, and
ALEXANDER WEBER-BARGIONI! — 1Lawrence Berkeley National Lab-
oratory, Berkeley, CA, USA — 2University of California at Berkeley,
Berkeley, CA, USA — 3Stanford Institute of Materials and Energy
Sciences, SLAC National Accelerator Laboratory, Menlo Park, CA,
USA

Detailed understanding of defect structure in 2D transition metal
dichalcogenides may lead to control of the material properties. Here
we provide direct evidence for the existence of isolated, 1D charge den-
sity waves (CDWs) at mirror twin boundaries (MTBs) in single-layer
MoSe2. 4K-STM/STS measurements reveal a substantial bandgap of
60-140 meV opening at the Fermi level in the otherwise one dimen-
sional metallic structure. We find an energy-dependent periodic mod-
ulation in the density of states along the MTB, with a wavelength of
approximately three lattice constants. The modulations in the density
of states above and below the Fermi level are spatially out of phase,
consistent with CDW order. In addition to the electronic characteriza-
tion, we determine the atomic structure and bonding configuration of
the 1D MTB by means of high-resolution nc-AFM. DFT calculations
reproduce both the gap opening and the modulations of the density of
states.

O 574 Wed 10:30 HI16
Probing the anisotropic interlayer Raman modes of few-
layer ReSs — ePHILIPP NAGLER, GERD PLECHINGER, CHRISTIAN
ScHULLER, and ToBias Korn — Institut fiir Experimentelle und
Angewandte Physik, Universitat Regensburg, 93040, Regensburg, Ger-
many

ReS> has recently emerged as a new member in the rapidly expand-
ing family of two-dimensional materials. Unlike MoS2 or WSea, the
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optical and electrical properties of ReSo are not isotropic due to the re-
duced symmetry of the crystal. Here, we probe the anisotropic behav-
ior of ReS2 by Raman spectroscopy in the ultralow frequency regime.
Thereby, we are able to access the layer breathing modes (LBM) and
shear modes (LSM) of the material which stem from rigid-layer oscil-
lations. The layer dependence of their peak positions enables an easy
determination of the layer number of the crystal and can be readily
reproduced by means of a monoatomic chain model. By varying the
angle between the linearly polarized laser and the in-plane crystal axis,
we are able to reveal an energetic shift of the LSM which is directly
linked to the in-plane anisotropy of the shear modulus in this material.

30 min. Coffee Break
Invited Talk O 57.5 Wed 11:15 H16

Enhanced light-matter coupling and single-photon emission
of atomically thin semiconductors — eRUupoLF BRATSCHITSCH —
Westfilische Wilhelms-Universitdat Miinster, Miinster, Deutschland

Graphene is known as a prototypical two-dimensional material with
unique physical properties. However, the difficulty of creating an op-
tical band gap stimulated the search for other monolayer materials.
In my talk I will show that atomically thin transition metal dichalco-
genides serve as a promising new material class for opto-electronics and
quantum optics [1-3]. In particular, I will explain, how gold nanoanten-
nas may be used to increase the light-monolayer coupling and present
single-photon emission from localized excitons in monolayer WSe2.

[1] P. Tonndorf et al., Optics Express 21, 4908 (2013)

[2] J. Kern et al., ACS Photonics 2, 1260 (2015)

[3] P. Tonndorf et al., Optica 2, 347 (2015)

Invited Talk O 57.6 Wed 11:45 HI16
Optical Properties and Carrier Dynamics in Transition
Metal Dichalcogenides — ® ALEXANDER STEINHOFF-LIST!, MALTE
RosNERD2, MaTTHIAS FLORIANY, MicHAEL LORKE!, CHRISTOPHER
Gies!, Ji-Hee Kivm3, Deok-Soo Kiv?, Cuanwoo Ler?, Gane HEr
Han?3, MuN SeEok JEong®?, Ttm WEHLINGY2, and FRANK JAHNKE!
— Mnstitut fiir Theoretische Physik, Universitit Bremen, P.O. Box
330 440, 28334 Bremen, Germany — 2Bremen Center for Computa-
tional Materials Science, Universitdt Bremen, 28334 Bremen, Germany
— 3Center for Integrated Nanostructure Physics, Institute for Basic
Science, Suwon 440-746, Republic of Korea — *Department of Energy
Science, Sungkyunkwan University, Suwon 440-746, Republic of Korea

As two-dimensional transition metal dichalcogenides are promising
candidates for optoelectronic applications, there is a strong interest
in understanding the influence of excited carriers in these materials on
optical properties. We present studies of absorption and photolumi-
nescence spectra of monolayer MoS» in the presence of excited carriers
as well as carrier kinetics, based on material-realistic ab-initio band
structures and interaction matrix elements. It is shown that absorp-
tion spectra are strongly modified due to band-gap renormalization and
screening effects, while the photoluminescence signal can be distinctly
influenced by optical excitation above or below the electronic band gap.
Moreover, we present results for carrier-carrier Coulomb and carrier-
phonon scattering after optical excitation of the monolayer, exhibiting
ultra-fast carrier relaxation on the sub-100 fs time scale.

O 57.7 Wed 12:15 HI16

Microscopic modeling of the homogeneous linewidth in
absorption spectra of TMDs — eMarLre SeLiG!, GUNNAR
BERGHAUSERZ, ERMIN MaLic?, and ANDREAS KNORR! — lInstitut

fiir Theoretische Physik, Nichtlineare Optik und Quantenelektronik,
Technische Universitdat Berlin, Hardenbergstr. 36, 10623 Berlin, Ger-
many — 2Chalmers University of Technology, Department of Physics,
SE-412 96 Gothenburg, Sweden

Monolayer transition metal dichalcogenides (TMDs) are direct-gap
semiconductors with strong light-matter and Coulomb interaction.
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The latter accounts for strongly bound excitons, which dominate the
optical spectrum. Here, we investigate the homogeneous linewidth in
excitonic spectra induced by radiative coupling and exciton-phonon
scattering. In conventional semiconductors, the radiative dephasing /
recombination is typically weak in comparison to the electron-phonon
scattering which mainly determines the homogeneous linewidth. The
situation turns out to be different in atomically thin TMDs. Based on
the density matrix formalism combined with the tight-binding approx-
imation, we explicitly calculate the dephasing rates stemming from
exciton-radiation interaction and exciton-phonon scattering. We find
that in TMDs the radiative coupling is in the range of 1 meV clearly ex-
ceeding the exciton-phonon rate. We systematically investigate the re-
sulting homogenous linewidth in absorption spectra of the most promi-
nent TMDs for different temperatures, dopings, and substrates. [1]
[1] Galan Moody et al. Nat Commun 6, 8315 (2015)

O 57.8 Wed 12:30 HI16
Influence of the spin-orbit splitting on the coupled spin-
valley-dynamics in monolayer transition metal dichalco-
genides — eGERD PLECHINGER, PHILIPP NAGLER, SVEN GELFERT,
CHRISTIAN ScHULLER, and ToBias KorN — Institut fiir Experi-
mentelle und Angewandte Physik, Universitat Regensburg, D-93040
Regensburg

Single layers of transition metal dichalcogenides (TMDCs) like MoS»
and WSs can be produced by simple mechanical exfoliation. Offering
a direct bandgap at the K-points in the Brillouin zone, they represent
promising semiconductor materials for flexible and transparent opto-
electronic applications. Due to inversion symmetry breaking together
with strong spin-orbit-interaction, the valley and spin degrees of free-
dom are coupled in monolayer TMDCs. Via circularly polarized optical
excitation, an efficient polarization of the KT or the K~ valley can be
generated. Here, we investigate the dynamics of these coupled spin-
valley polarizations in monolayer MoS2 and WSz by means of photo-
luminescence spectroscopy and time-resolved Kerr rotation (TRKR).
The results indicate a maximum achievable spin-valley-lifetime in these
materials exceeding one nanosecond at low temperatures. Further-
more, we extract the dependence of the spin-valley lifetime on tem-
perature. By varying the excitation energy, we reveal the excitonic
resonances as well as the spin-polarized bandstructure around the K
valleys common to monolayer TMDCs.

O 579 Wed 12:45 HI16
Ultrafast Coulomb-induced intervalley coupling in atomi-
cally thin WSy — RoBERT ScHMIDT!, e GUNNAR BERGHAUSERZ,
MarrE Senic®, PHILIPP ToNNDORF!, ERMIN MAaLIc?, ANDREAS
KNORrRR?, STEFFEN MICHAELIS DE VASCONCELLOS!, and RUDOLF
BratrscHITSCH! — lInstitute of Physics and Center for Nanotechnol-
ogy, University of Miinser, Miinster Germany — 2Chalmers University
of Technology, Department of Physics, SE-412 96 Gothenburg, Sweden
— 3Institut fiir Theoretische Physik, Nichtlineare Optik und Quan-

tenelektronik, TU Berlin, Hardenbergstr. 36, 10623 Berlin, Germany

Monolayers of semiconducting transition metal dichalcogenides hold
the promise for a new paradigm in electronics by exploiting the valley
degree of freedom in addition to charge and spin. For these materials
valley polarization can be conveniently initialized and read out by cir-
cularly polarized light. However, the underlying microscopic processes
governing the valley polarization in these atomically thin equivalents
of graphene are still not fully understood. Here, we present a the-
oretical study on the ultrafast time-resolved intervalley dynamics in
monolayer WSs [1]. Based on a microscopic theory, we reveal the
many-particle mechanisms behind the observed spectral features. We
show that Coulomb-induced intervalley coupling explains the immedi-
ate and prominent pump-probe signal in the unpumped valley as well
as the seemingly low valley polarization degrees typically observed in
pump-probe measurements if compared to photoluminescence studies.
[1] R. Schmidt et al, submitted (2015)
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0O 58.1 Wed 15:00 S054

Oxidation State Tuning in Ligand-Metal Surface Reac-

tion: Formation of M(III)-Corroles on Ag(111) — eMALTE
ZucerRMEIER!, NicoLas Bock!, Min Cuen!, FaLk NIErFIND!,
JaN HerriTscu!, Lukas RuppeNTHAL!, MARTIN ScuMID!, PE-

TER SCHWEYENZ, MARTIN BRORING?, and J. MicHAEL GOTTFRIED!

— lFachbereich Chemie, Philipps-Universitit Marburg, Germany —
2Institut fiir Anorganische und Analytische Chemie, Technische Uni-
versitdt Braunschweig, Germany

Surface-supported planar metal complexes are of high technical in-
terest for catalytic applications combining the advantages of hetero-
geneous and homogeneous catalysis. However, a high degree of con-
trol over the chemical and electronic properties of the metal centers
is required. While this control can be achieved by the attachment of
axial ligands, these ligands compete with the reactants for the axial
coordination site. Therefore, a more suitable solution is achieved by
modification of the planar ligand. We demonstrate that adsorbed cor-
roles on Ag(111) oxidize metal atoms to their +III state and form the
corresponding metal complexes. In contrast, adsorbed porphyrins and
phthalocyanines can oxidize co-adsorbed metal atoms only to +II ions.
Corroles differ from the closely related porphyrins by the absence of
a single carbon atom in the macrocycle. The resulting size-reduced
ring provides a tighter coordination environment and stabilizes higher
oxidation states. Specifically, we studied monolayers and multilayers
of an octa-alkyl corrole and their reaction with Ni and Co atoms on a
Ag(111) surface by XPS, UPS and STM.

O 58.2 Wed 15:15 S054
Molecular adsorption and self-assembled structures of
tetra(cyanophenyl)porphyrin on Cu(111) and ultrathin CoO
as substrate — eToBias ScHMITT, MArRco RascHMANN, Lutz
HAMMER, and M.ALEXANDER SCHNEIDER — Solid State Physics, Uni-
versity Erlangen-Niirnberg, 91058 Erlangen, Germany

Molecular self-assembly on surfaces is controlled by a complex bal-
ance between molecule-substrate and intermolecular interactions. We
report on the adsorption geometry of single molecules and ordered
phases of free-base meso-tetra(m-cyanophenyl)porphyrin (TCNPP) on
Cu(111) and on CoO(111)/Ir(100) thin films using low-temperature
scanning tunneling microscopy in ultrahigh vacuum. The molecules
were deposited at different substrate temperatures to activate diffu-
sion and potential self-assembly processes. When depositing TCNPP
onto the Cu(111) surface at T=293K intermolecular H-bonding and
dipolar coupling are found to be the dominating inter-molecular in-
teractions but extended ordered structures are not formed. Already
at slightly higher temperatures 2-fold metal-ligand coordination comes
into play and starts dominating the assembly of linear structures on
Cu(111). The molecules themselves remain unmetalated. Also on thin
CoO(111) films TCNPP molecules cluster into islands with little ten-
dency to form ordered structures when adsorbed at T=293K . When
heated to T=420K the TCNPPs surprisingly show a different internal
structure in STM images akin to metalated molecules. At this temper-
ature also networks are observed that show a 3- or 4-fold coordination
which we interpret as a sign of metal coordination at the CoO surface.

O 58.3 Wed 15:30 S054
Intermolecular interactions among TiOPc molecules on
Ag(111) — eLaura FErNANDEz!, SEBAsTIAN THussING!, AN-
TO6N BRion-Rios?, PEpA CABRERA-SAN FELIX?, DANIEL SANCHEZ-
PorraL®, and PETER JakoB! — !Fachbereich Physik, Philipps- Uni-
versitit Marburg, Renthof 5, 35032 Marburg, Germany — 2DIPC,
Paseo Manuel Lardizabal 4, 20018 San Sebastian, Spain — 3Centro
de Fisica de Materiales CSIC-UPV /EHU. Paseo Manuel Lardizabal 5,
20018 San Sebastian, Spain

The structure and intermolecular interactions of TiOPc deposited on
Ag(111) has been investigated by IR spectroscopy and SPA-LEED. Ad-
ditionally, the structure and bonding strength of the TiOPc/Ag(111)
system has been explored by DFT. According to IR data, deposition
of TiOPc (sub)monolayers leads to a “TiO-up” adsorption geometry of
the molecules on Ag(111). Moreover, we find unambiguous evidence for
an attractive interaction between neighboring TiOPc molecules, which
leads to the formation of 2D islands with well-defined long range order
(c-phase) upon cooling (sub)monolayer films to temperatures below
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70K. This behavior is ascribed to the dominance of van der Waals
interactions between adsorbed TiOPc molecules, and it is in contrast
to the intermolecular repulsion observed for the CuPc/Ag(111) sys-
tem. Repulsive intermolecular interactions induced by the parallel ori-
ented dipoles of the TiO groups are negligible presumably due to the
large lateral molecular dimensions. According to DFT calculations,
the molecule-metal interaction of TiOPc on Ag(111) is notably weaker
than in the case of CuPc, and it is lacking any net charge transfer.

O 584 Wed 15:45 S054
A new perspective on the adsorption behavior of nonplanar
phthalocyanines on Cu(111) — eELISABETH WRUss!, SHASHANK
S. Harivvasi', Davib A. EcGer?, OLIvER T. HorMmaNN!, ELISA-
BETH VERWUESTER!, ALEXANDER GERLACH®, NAHID ILyas?, FRANK
ScHREIBER®, OLIVER L. A. MonTi?, and EGBERT ZoJER! — 1Graz
University of Technology, Graz, Austria. — 2Weizmann Institute of
Science, Rehovoth, Israel. — 3Universitat Tiibingen, Tiibingen, Ger-
many — 4University of Arizona, Tucson, USA

The geometric and electronic properties of nonplanar, chlorinated
members of the phthalocyanine family, namely chlorogallium ph-
thalocyanine and chloroboron subphthalocyanine upon adsorption on
Cu(111) are investigated, using DFT simulations including the vdW-
surf correction. The comparison with experimental results including
x-ray standing wave, ultraviolet photoelectron spectroscopy and scan-
ning tunneling microscopy yields strong indications of a dissociation of
the molecules upon adsorption associated with a loss of the Cl atom as
one possible scenario. For the chlorogallium phthalocyanine system,
the experimental and calculated adsorption heights and adsorption-
induced work-function shifts yield good quantitative agreement. Sur-
prisingly, the same work-function change is also found for the adsorp-
tion of intact ”Cl-down” molecules, despite hugely different geometries
and molecular dipoles. This seeming contradiction can be explained as
a consequence of Fermi-level pinning. Our findings show that the ad-
sorption process of chlorinated phthalocyanines and related molecules
is considerably more complex than previously assumed.

Invited Talk O 58.5 Wed 16:00 S054
Thin Films of Metal-Organic Frameworks: Functional, pho-
toswitchable coatings and unique model systems — eLARsS
HeINKE — Institute of Functional Interfaces (IFG), Karlsruhe Insti-
tute of Technology (KIT), Deutschland

Metal-organic frameworks (MOFs) are nanoporous, crystalline mate-
rials, assembled from metal notes and organic linker molecules. In
addition to many potential applications of the (conventional) powder
MOF material, well-defined thin films seem perfectly suited for chal-
lenging uses and as unique model systems, where certain molecular
and MOF properties can be precisely measured by applying surface
sensitive techniques. These thin films are prepared in a layer-by-layer
fashion on a solid substrate by using liquid-phase epitaxy, referred to
as the SURMOF-approach.

Incorporating photochromic molecules like azobenzene in the crys-
talline structure enables the switching of physical and chemical MOF
properties by light. This can be used for various uses, such as realiz-
ing the remote-controlled release of guest molecules from a nanoporous
container.

These thin films also enable detailed investigations of the molecules
which are incorporated in the crystalline structure, unlike investigating
these molecules in solution. In this way, the isomerization of isolated
azobenzene moieties could be investigated.

Recently, the electronic structure and electrical properties of MOFs
have become a research focus. SURMOFs have been used to investigate
the direction-dependent conductivity in anisotropic MOF structures.

O 58.6 Wed 16:30 S054

Tetrapyrrole metalation with rare earths — eKATHARINA
DiLLer!, AparajiTA SiNcHA!, CHRISTIAN WACKERLIN', JAN
DREISER?, ALBERTO VERDINI], ALBANo Cossaro®, Luca

Froreano?, and HaraLb Brune! — Ecole Polytechnique Fédérale
de Lausanne, Switzerland — 2Paul Scherrer Institute, Switzerland —
3CNR-IOM, Laboratorio Nazionale TASC, 1-34149 Trieste, Italy

The in vacuo metalation of tetrapyrrole molecules is a convenient way
to build tetrapyrrole-based metal-organic structures on metal surfaces.
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A commonly employed route is the deposition of molecules by organic
molecular beam epitaxy, which subsequently are exposed to a beam of
metal atoms. Given the importance of terbium phthalocyanine dou-
ble decker compounds as single molecule magnets, it is surprising that
so far on-surface metalation predominantly focused on the creation
of transition metal complexes, with only few scanning tunneling mi-
croscopy (STM) studies dedicated to the rare earth Ce [1, 2]. Here,
we follow the metalation of free-base tetraphenylporphyrin and free-
base phthalocyanine molecules on Ag(111) with different rare earth
metals using a combination of scanning tunneling microscopy (STM),
X-ray photoelectron spectroscopy (XPS), and near-edge X-ray absorp-
tion fine-structure (NEXAFS) spectroscopy. We show that metalation
can be readily achieved at room temperature, and discuss the effects
of an excess of metal atoms on the spectroscopic signatures.

[1] D. Ecija et al., Angew. Chem. Int. Ed., 2011, 50, 3872, [2] A.
Weber-Bargioni et al., J. Phys. Chem. C, 2008, 112, 3453.

O 58.7 Wed 16:45 S054
Electric transport properties of pristine and loaded surface-
anchored metal-organic frameworks — Jianxi Liu!, Tosias

WACHTER?, ANDREAS IRMLER®, PETER G. WEIDLER!, HARTMUT
GLIEMANN', FABIAN Paury®, VEronNicaA MucNaINi!, eMICHAEL
ZHARNIKOVZ, and CurisToF WoOLL! — lInstitute of Functional
Interfaces, Karlsruhe Institute of Technology, 76344 Eggenstein-

Leopoldshafen, Germany — 2Applied Physical Chemistry, University
of Heidelberg, 69120 Heidelberg, Germany — 2Department of Physics,
University of Konstanz, 78457 Konstanz, Germany

Understanding of the electric transport through surface-anchored
metal-organic frameworks (SURMOFS) is important both from a fun-
damental perspective as well as with regards to possible future ap-
plications in electronic devices. To address this mostly unexplored
subject, we integrated a series of representative SURMOF thin films,
formed by copper nodes and trimesic acid and known as HKUST-1,
in a mercury-drop based tunneling junction. Although the transport
properties of these SURMOFs are analogous to those of hybrid metal-
organic molecular wires, manifested by a very low value of the tunnel-
ing decay constant (8 = 0.006 1/A), they are at the same time found to
be consistent with a linear increase of resistance with film thickness.
Upon loading of SURMOF pores with ferrocene or tetracyanoquin-
odimethane (TCNQ), a noticeable increase in transport current was
observed, being especially dramatic (6 orders of the magnitude) in the
case of TCNQ. Relevant structural and transport models are discussed.

O 58.8 Wed 17:00 S054
Synthesis of Organometallic Sandwich Complexes and
Nanowires on Graphene — oFELIX HUTTMANN, NICOLAS SCHLE-
HECK, MERVE SEGKIN, and THOMAs MicHELY — II. Physikalisches
Institut, Universitdt zu Koéln, Ziilpicher Strafe 77, 50937 Koln, Ger-
many

Organometallic ~ sandwich-molecular nanowires of europium-
cyclooctatetraene (EuCot) and vanadium-benzene (VBz) have been
theoretically predicted to have interesting electronic structures: Semi-
conducting and ferromagnetic (EuCot) [1] or half-metallic and ferro-
magnetic with full spin polarization of the conduction band (VBz)
[2]. They thus have potential for efficient spin filters. Here, we have
pursued their growth from the constituent vapors on an inert graphene
surface, and investigated the samples in situ using scanning tunneling
microscopy. EuCot nanowires form readily, and by varying the growth
conditions, we find a rich spectrum of morphologies, from a disor-
dered, spaghetti-like growth to highly ordered, anisotropically shaped,
two-dimensional crystallites made of wire bundles. In these bundles,
the wires are offset against their nearest neighbors to allow the wires
to hook into each other, and where wire bundles bend, a characteristic
bending angle is often observed to accommodate this. In contrast, for
VBz only sandwich molecules of composition VBzg could be produced,
but no wires. VBzs molecules form overlayers and desorb at around
room temperature.
[1] Ke Xu et al., J. Chem. Phys. 131, 104704 (2009)
[2] V. V. Maslyuk et al., Phys. Rev. Lett. 97, 097201 (2006)

0 589 Wed 17:15 5054
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Metalation of porphyrin with Mg on Ag(100) — eGIANLUCA
D1 Fiuippo, ANDREJ CrLasseEN, REBEccA PoscHEL, and THOMAS
FausTER — Lehrstuhl fiir Festkorperphysik, Friedrich-Alexander-
Universitiat Erlangen-Niirnberg, Staudtstrafie 7, 91058, Erlangen, Ger-
many

Porphyrins are a class of m-conjugated organic molecules of high tech-
nological interest. Their optical, electronic and chemical properties
make them very suitable for energy production in solar cells, photother-
apy, and catalysis [1]. Porphyrins are composed of a macrocycle of four
pyrrole rings (C4H4N—) connected by methine units (=CH—). The ni-
trogen atoms at the interior form a central pocket ideal to incorporate
metal atoms and to obtain metal-porphyrins by direct metalation of
molecules adsorbed on inert metal surfaces [2].

Using X-Ray photoelectron spectroscopy (XPS) we investigated the
in situ metalation of one monolayer tetraphenylporphyrin (2HTPP)
on Ag(100) with Mg atoms. This reaction results in the formation of
adsorbed magnesium(II)-tetraphenylporphyrin (MgTPP). The meta-
lation is observed to take place either by evaporating Mg atoms on top
of the 2HTPP monolayer or by depositing 2HTPP on top of the Ag
surface with adsorbed Mg atoms. In the second case, the presence of
oxygen contamination and consequent MgO formation reduces the ef-
ficiency at which Mg atoms are embedded in the molecule macrocycle.
[1] W. Auwérter et al., Nature Chemistry, 7, 105 (2015)

[2] .M. Gottfried et al., J. Am. Chem. Soc., 128, 5644 (2006) - F.
Buchner et al., J. Phys. Chem. C, 112, 15458 (2008)

O 58.10 Wed 17:30 S054
Metalation of porphyrins on metal and oxide surfaces — ¢OLE
LyTkEN, MicHAEL ROCKERT, MaATTHIAS FRANKE, DANIEL WECH-
SLER, QURATULAIN TARIQ, and HANsS-PETER STEINRUCK — Univer-
sitdt Erlangen-Nirnberg

Porphyrins are large conjugated organic molecules with four pyrrole
units capable of coordinating either two protons or a metal ion in the
center of the molecule. Both metalated and unmetalated molecules
can be deposited on surfaces under ultrahigh vacuum using phys-
ical vapor deposition. However, once deposited the unmetalated
molecules might react with the substrate they have been deposited
on and metalate. We have studied this self-metalation reaction of
5,10,15,20-tetraphenylpoprhyrin (2HTPP) on Cu(111), a metal sur-
face, and MgO(100), an oxide surface. On both surfaces the reaction
with the substrate occurs at, or slightly above, room temperature,
forming CuTPP and MgTPP, respectively. The project is supported
by the DFG through FOR 1878 (funCOS).

O 58.11 Wed 17:45 S054
Surface-assisted reactions of porphyrins investigated by nc-
AFM — eJacoB Ducke, YuanQIN He, FELIx BiscHOFF, MANUELA
GarnNica, and WiLLt Au — TU Miinchen, Germany

Surface-assisted covalent linking of precursor molecules enables the
fabrication of low-dimensional nanostructures. Here, we present a
temperature-induced covalent dehydrogenative coupling mechanism
of free-base porphine (2H-P) units. The oligomers resulting from a
homocoupling reaction have been characterized by a multitechnique
approach and theoretical modelling, however an atomically resolved
study of the resulting nanostructures was lacking [1]. With nc-AFM
we are able to identify the resulting bonding motifs and can confirm
the proposed structural models. Furthermore, we used a similar cou-
pling mechanism to functionalize the edges of epitaxial grown graphene
on Ag(111) with 2H-P [2]. Distinct configurations are identified and
resolved at the graphene edges with submolecular precision. Function-
alization reactions like metallation of the 2H-P and subsequent axial
ligation of adducts are conserved for porphines coupled to graphene.
Thus, our findings bear promise for functionalized graphene nanostruc-
tures and for the formation of tailored oligomeres on surfaces.

[1] Wiengarten, A., et al. ”Surface-assisted dehydrogenative homo-
coupling of porphine molecules.” J. Amer. Chem. Soc. 136 (2014):
9346-9354.

[2] He, Y., et al. "Fusing tetrapyrroles to graphene edges by surface-
assisted covalent coupling.” submitted
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0O 59.1 Wed 15:00 S051
Magnesium for Active Plasmonics in the Visible Wavelength
Range — oeFLORIAN STERL, NIKOLAI STROHFELDT, RAMON WALTER,
ANDREAS T1TTL, and HARALD GIESSEN — 4th Physics Institute and
Research Center SCoPE, University of Stuttgart, Germany

Investigating new materials plays an important role for advancing the
field of nanoplasmonics. Here we fabricate nanodisks from magnesium
and demonstrate tuning of their plasmon resonance throughout the
whole visible wavelength range by changing the disk diameter. Fur-
thermore, we employ a catalytic palladium cap layer to transform the
metallic Mg nanoparticles into dielectric magnesium hydride nanopar-
ticles when exposed to hydrogen gas. We prove that this transition
can be reversed in the presence of oxygen. The addition of a titanium
buffer layer which separates the Mg and Pd layers from each other sig-
nificantly enhances the (un)loading dynamics of the particles. During
the transition from Mg to MgHsg, the plasmon resonance disappears
within minutes. When the particles are dehydrogenated, the resonance
is fully restored in 10-20 minutes. Large-area samples covered with
such nanodisks thus feature an extinction peak that can be repeatedly
switched on and off or kept at any intermediate state, which offers new
perspectives for active plasmonic metamaterials. Our findings can also
contribute to a better understanding of the Hy diffusion dynamics in
Mg, which can lead to new insights for Ho storage applications. To
this end, we use dark field spectroscopy to observe the scattering spec-
trum of single Mg nanocrystals during (de)hydrogenation, and make
first steps to reproduce our observations in numerical simulations.

0 59.2 Wed 15:15 S051
Thermodynamics of Hydrogen in Palladium Nanoparticles —
eNikoLAl STROHFELDT!, ROoNALD GRIESSEN?, and HARALD GIESSEN!
— 14. Physics Institute and Research Center SCoPE, University of
Stuttgart, Germany — 2Faculty of Sciences, Division of Physics and
Astronomy, VU University, Amsterdam, The Netherlands

Palladium-hydrogen is a prototypical metal-hydrogen system, which
is well suited for active plasmonics. Upon hydrogenation of Pd to
PdH_, the dielectric function and particle size changes quite severely.
These changes can be traced through the plasmonic resonance, in situ,
which enables us to optically study microscopic changes in our system.
Recently, a lot of attention has been devoted to the ab- and desorp-
tion of hydrogen in nanosized plasmonic palladium particles. Here, we
show that the large body of data on the thermodynamics of palladium
nanostructures available so far in literature exhibits general patterns
that lead to unambiguous conclusions about the detailed microscopic
processes involved in H absorption and desorption in Pd nanoparti-
cles that can be used as prototypes for active plasmonic elements.
On the basis of a remarkably robust scaling law for the hysteresis in
absorption-desorption isotherms, we also show that hydrogen absorp-
tion in palladium nanoparticles is consistent with a coherent interface
model and is thus clearly different from bulk Pd behaviour. However,
H desorption occurs fully coherently only for small nanoparticles at
temperatures sufficiently close to the critical temperature. For larger
particles it is partially incoherent as in bulk, where dilute a-PdH, and
high concentration 8-PdH, phases coexist.

O 59.3 Wed 15:30 S051
Simple, but complicated surface chemistry for Surface Plas-

mon resonance sensor — THIDARAT WANGKAM!, eTOEMSAK

SRIKHIRINZ, BooNsONG SuUTAPUN?, KAWIN NAWATTANAPAIBOONZ,
SuraPORN KaNjarl!, ARMOTE SOMBOONKAEW?, and RATHASART
AmaRrIT* — Department of Industrial Physics and Medical Instru-

mentation, Faculty of Applied Science, King Mongkut*s University of
Technology North Bangkok, Thailand — 2Materials Science and Engi-
neering Programme, Faculty of Science, Mahidol University, Bangkok
— 3School of Electronics Engineering, Suranaree University of Tech-
nology, Thailand — 4Photonics Technology Laboratory,National Elec-
tronics and Computer Technology Center,Thailand

Thin metal planar surface would bring us to the fascinated plasmon
resonance phenomena. This characteristic is specified some optical
properties on the surface under a penetration depth about 200-300
nm on the metal surface. Surface plasmons resonance sensor has been
employed in a wide spectrum of studies ranging from biosensor, elec-
trochemistry, thin film, surface plasmon microscopy and nanoparti-
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cles. This work would be shown a variety of surface chemistry which
were performed on the surface Plasmon sensor. Multiplexed of gold
nanoparticle and magnetic nanoparticle were combined with a variety
of biological samples (Protein chip, allergy, biomarkers etc.) for real-
time detection on SPR spectroscopy. Moreover, the SPR sensor chip
has been designed with simple platform for a complicated body fluids
samples for clinical diagnostic further.

O 594 Wed 15:45 S051
Bottom-up synthesis of large area single-crystalline atomi-
cally flat gold flakes with single-crystalline silver cubes as
single quantum emitter nanoantennas — eSimMoN RisTok, BET-
TINA FRANK, and HArRALD GIEsSEN — University of Stuttgart, 4th
Physics Institute and Research Center SCoPE, Pfaffenwaldring 57,
70569 Stuttgart, Germany

When using quantum emitters such as NV centers in diamond, quan-
tum dots, or dye molecules as effective photon sources, it is often nec-
essary to control certain characteristics of the emitted radiation, i.e.,
the emission rate and direction. A promising approach is the coupling
of the emitters to a plasmonic nanoantenna. In this work, we fabricate
plasmonic nanopatch antennas using exclusively bottom-up methods.
The antennas consist of silver nanocubes which are positioned over the
atomically flat surface of a gold microplatelet. Both Ag nanocubes and
Au microplatelets are single-crystalline and are separated by a dielec-
tric polymer spacer layer. The plasmonic resonance of the antennas
can be tuned by varying the size of the Ag nanocubes and the thickness
of the nm-thick spacer layer. The further steps include the embedding
of fluorescent dye molecules into the gap of the nanopatch antenna,
followed by fluorescence enhancement and lifetime measurements. In-
vestigating this system can help us understand the prerequisites to
expand the range of emitters also to NV centers and quantum dots.

0O 59.5 Wed 16:00 S051
Helium-Ion Milling of Gold Nanoantennas: Toward Plas-
monics with Nanometer Precision — eANDRE BEYERr!, HEN-
NING VIEKER!, HEIKO KoLLMANNZ, X1aNJ1 P1a03, NAMKYOO PARK3,
MARTIN SiLIEs?, CHRisTOPH LiENAUZ, and ARMIN GOLZHAUSER!
IPhysics of Supramolecular Systems and Surfaces, Bielefeld Univer-
sity, 33615 Bielefeld — 2Institute of Physics and Center of Interface
Science, Carl von Ossietzky University Oldenburg, 26129 Oldenburg
— 3Photonic Systems Laboratory, School of Electrical Engineering,
Seoul National University, 151-742 Seoul, Korea

Plasmonic nanoantennas are versatile tools for coherently controlling
and directing light on the nanoscale. For these antennas, current fab-
rication techniques such as electron beam lithography (EBL) or fo-
cused ion beam (FIB) milling with GaT-ions routinely achieve fea-
ture sizes in the 10 nm range. However, they suffer increasingly from
inherent limitations when a precision of single nanometers down to
atomic length scales is required, where exciting quantum mechani-
cal effects are expected to affect the nanoantenna optics. Here, we
demonstrate that a combined approach of Gat-FIB and milling-based
He™-ion lithography (HIL) for the fabrication of nanoantennas offers
to readily overcome some of these limitations. Gold bowtie antennas
with 6 nm gap size were fabricated with single-nanometer accuracy
and high reproducibility. Using third harmonic (TH) spectroscopy, we
find a substantial enhancement of the nonlinear emission intensity of
single HIL-antennas compared to those produced by state-of-the-art
gallium-based milling.

0 59.6 Wed 16:15 S051
Long-range plasmon coupling in self-assembled colloidal
monolayers — eJoserH P.S. FirzGErRALD, KIRSTEN VoLK, TOBIAS
HonoLp, and MatrTHIAS KARG — Physical Chemistry I, University of
Bayreuth, Germany

Localized surface plasmon resonances (LSPRs) of metal nanoparticles
show large interaction cross sections with incident light and intense
surface near-fields, but with large optical losses and short coherence
times. Two-dimensional lattices of plasmonic particles can support
high Q-factor collective resonances, with increased intensity, reduced
losses, and increased excitation lifetimes. Here, we report on the plas-
monic properties of highly-ordered monolayers of metal-hydrogel core-
shell particles prepared using an interfacial self-assembly protocol [1].



Regensburg 2016 — O

Wednesday

This method allowed us to produce hexagonal lattices with a range of
interparticle spacings 350-550 nm [2]. We found that the resonance
peak position, intensity, and width depend strongly on the interpar-
ticle spacing. We show that this is due to long-range dipole-dipole
coupling between individual nanoparticles using the coupled dipole
approximation (CDA). The results are further supported by finite-
difference time-domain (FDTD) calculations, allowing detailed analy-
sis of lattice near-fields. The presented approach is an important step
toward higher Q-factor plasmonic materials for several nano-optical
applications.

[1] T. Honold, K. Volk, A. Rauh, J.P.S. Fitzgerald, M. Karg. J.
Mater. Chem. 3 (2015) 11449-11457.

[2] K. Volk, J.P.S. Fitzgerald, M. Retsch, M. Karg. Adv. Mater.
(2015).

O 59.7 Wed 16:30 S051
Efficient Surface Plasmon Excitation via Inelastic Electron
Tunneling — eErIc JEHNES and Lukas M. Enc — Institut fiir
Angewandte Physik, TU Dresden, Deutschland

Surface plasmon polaritons (SPPs) can be described as electromagnetic
waves that are localized at metal-dielectric interfaces. Such surface-
bound fields are caused by electron-density oscillations that may be
excited by both photons and electrons. While current research mostly
focuses on light-excited SPPs, the interaction with charged particles
such as electrons is often neglected.

This contribution concentrates on the excitation of SPPs via in-
elastic electron tunneling in metal-insulator-metal and metal-insulator-
semiconductor junctions. Such tunneling junctions emit visible light
[1] of a specific wavelength and polarization, clearly depending on the
nanoscopic structure of the metal electrode. Far-field imaging and
spectroscopic measurements were used to characterize the fabricated
samples. The conversion from electrical to optical signal is limited only
by the tunneling time itself and enables high bandwidths, which is of
relevance for telecommunication and optical interconnect applications.
With current lithographic techniques at hand, nanoscopic light emit-
ting tunneling junctions can easily be integrated into opto-electronic
devices.

[1] J. Lambe and S. L. McCarthy, Phys. Rev. Lett. 37, 923 (1976)

0 59.8 Wed 16:45 S051
Plasmonic Coupling in Core/Satellite Nanoclusters
oCHrIsTIAN KuTTNERDZ, RoLanp HOLLER!:2, MarTIN DULLE3,
SABRINA THOMA?, MARTIN MAYER!, STEPHAN FORSTER3, ANDREAS
Fery!2, and Munisu Cuanana?? — INanostructured Materials,
Leibniz Institute of Polymer Research, 01069 Dresden, Germany —
2Physical Chemistry II, University of Bayreuth, 95440 Bayreuth, Ger-
many — 3Physical Chemistry I, University of Bayreuth — 4Institute
of Building Materials, ETH Ziirich, 8093, Ziirich, Switzerland

We present the fundamental coupling scenarios in core/satellite nano-
clusters prepared from colloidal assembly of small spherical gold or
silver NPs (as satellites) onto larger gold NPs (as cores). The re-
sulting dispersions exhibit high colloidal stability and allowed for the
precise characterization of the core/satellite architecture in dispersion
by small-angle X-ray scattering (SAXS).

Strong near-field coupling between the building blocks results in dis-
tinct regimes of dominant satellite-to-satellite and core-to-satellite
coupling. High robustness against satellite disorder was proved by
UV /Vis diffuse reflectance (integrating sphere) measurements. Gener-
alized multi particle Mie theory (GMMT) simulations were employed
to describe the electromagnetic coupling within the nanoassemblies.

Roland P. M. Héller et al., 2015 (submitted).

0 59.9 Wed 17:00 S051
Improved anodisation of aluminium thin films through re-
active sputtering — eFABIAN PaTrovsky!, VErRA FIEHLER!, Su-
saN DErRENkoO!, Marrtuias Boum!, StepHAN Barru?, HAGEN
Barrzscu?, PeTEr Fracu?, and Lukas M. Enxc! — lInstitut
fiir Angewandte Physik, TU Dresden, Deutschland — 2Fraunhofer-
Institut fir Organische Elektronik, Elektronenstrahl- und Plasmate-
chnik FEP, Dresden, Deutschland

Anodised aluminium oxide (AAO) templates are widely used to fabri-
cate plasmonic nanorod and nanowire arrays as well as sophisticated
meta-materials [1]. However, manufacturing those structures on a sub-
strate has always proven to be very difficult; either an elaborate mem-
brane transfer is necessary |2] or previously deposited aluminium layers
(CVD or PVD) have to be anodised directly, which often leads to poor
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results [3].

In this study we present a method which greatly improves anodis-
ation of sputtered aluminium thin films. By introducing oxygen into
the sputtering plasma, we create a highly amorphous aluminium layer
that exhibits a very low defect density after anodisation, while yield-
ing highly reproducible results. This approach enables us to reliably
fabricate plasmonic nanorod arrays with improved optical properties.

[1] A. Eftekhari, Nanostructured Materials, Wiley-VHC, (2008)

[2] Z. Zhan and Y. Lei, ACS Nano 8, 3862 (2014)

[3] M. Es-Souni and S. Habouti, Frontiers in Metamaterials 1 (19),
(2014)

0 59.10 Wed 17:15 S051
Seed-Mediated Growth of Bimetallic Plasmonic Nanostruc-
tures and their Use for Chemical Reaction Sensing —
eDoMENICO PAONE, NIKOLAI STROHFELDT, FLORIAN STERL, and
HaraLp GiesseN — 4th Physics Institute and Research Center
SCOPE, University of Stuttgart

Plasmonic nanostructures show unique optical properties by focusing
down light into the sub-wavelength scale. These properties can be
used in several practical applications like e.g. gas or chemical sens-
ing. The resonance behavior of such nanoparticles is strongly size
and shape dependent. Therefore, it is essential to develop methods
for growing nanostructures in various geometries at high yield and
low costs. In this work, we present a seed-mediated growth method
for gold nanorods that enables the variation of the rodlength using
CTAB-capping. We characterize these nanorods optically with en-
semble UV-Vis spectroscopy. To study the properties and quality of
individual nanorods, we also employ single-particle dark-field spec-
troscopy. Furthermore, we synthesize Pd overcoated Au nanorods to
investigate optically the hydrogen diffusion into extremely small, but
well defined palladium structures. We find pronounced spectral shifts
upon exposure to different hydrogen concentrations.

0 59.11 Wed 17:30 S051
Controlled Living Nanowire Growth: Precise Control
over the Morphology and Optical Properties of AgAuAg
Nanowires — eMARTIN MAYER!, LEONARDO SCARABELLIZ?, KATIA
Marcu?, THoMas AvranTzis?, MoriTz TEBBE®, MaTHIEU KoCIAKS,
SaRrA BaLs?, F. Javier GARcia DE ABAJo®, Luis M. Liz-MARZANZ,
and ANDREAS FERy! — !Leibniz Institute of Polymer Research, Dres-
den, Germany — 2CIC biomaGUNE, Donostia, Spain — 3Laboratoire
de Physique des Solides, University Paris-Sud, Orsay, France —
4EMAT, University of Antwerp, Antwerp, Belgium — ®Physical Chem-
istry II, University of Bayreuth, Bayreuth, Germany — SInstitut de
Ciencies Fotoniques, Barcelona, Spain

Inspired by the concept of living polymerization reaction, we are able
to produce bimetallic noble metal nanowires with a precise control over
their morphology and plasmonic properties. By establishing a constant
silver deposition rate on the tips of pentatwinned gold nanorods used
as seed cores, the lengths of the AgAuAg nanowires increases linearly
in time with nanometer control.

Due to the extraordinary low polydispersity of the resulting
nanowires, plasmonic modes up to the 8th order can clearly distin-
guished in UV—vis/NIR spectroscopy of colloidal solutions.

We analyze the spatial distribution and the nature of the plasmons
on the single nanowire level by electron energy loss spectroscopy and
obtain excellent agreement between measurements and electromag-
netic simulations. This procedure opens up new possibilities for the
exploitation of plasmon resonances in the near and mid IR regions.

0 59.12 Wed 17:45 S051
Complete analysis of plasmon transmission through top-down
fabricated monocrystalline nanowires — eExNo KrAUss!, GARY
Razinskas!, PETeErR GrisLER!, and BErr HecuT!2 — 1NanoOptics
& Biophotonics Group, Experimentelle Physik 5, Physikalisches Insti-
tut, Universitat Wiirzburg, Am Hubland, 97074 Wiirzburg, Germany
— 2Rontgen Research Center for Complex Material Systems (RCCM),
Am Hubland, 97074 Wiirzburg, Germany

Exact quantitative understanding of plasmon propagation along
nanowires is mandatory for designing and creating functional devices.
We investigate plasmon transmission through top-down fabricated sin-
gle crystalline gold nanowires on a glass substrate. We show that
the transmission through finite length nanowires can be described by
Fabry-Pérot oscillations that beat with free-space propagating light
launched at the incoupling end. Using this extended Fabry-Pérot
model, experimental and simulated length dependent transmissions
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agree quantitatively with a fully analytical model.

0O 59.13 Wed 18:00 S051
3D chiral metamaterials made by direct laser writing —
ol0ANNA SAKELLARIY, XINGHUI YIN!, Maxim NESTEROV!, AN-
DRE RADKE!, KONSTANTINA TERZAKI?, AGGELOS XOMALIS?, MARIA
Farsari?, and HARALD GiessEN! — 14th Physics Institute and Re-
search Center Scope, University of Stuttgart, Stuttgart, Germany —
2Institute of Electronic Structure and Laser - Foundation for Research

and Technology Hellas (IESL-FORTH), Heraklion, Greece

Direct Laser Writing (DLW) by two photon absorption has proven to
be a versatile technique for the creation of arbitrary solid 3D polymer
nanostructures for photonics, biomedical and microfluidic applications.

By employing laser intensities that are only slightly above the nonlin-
ear polymerization threshold, structures with submicron resolution can
be fabricated.

In this work, we combine DLW and subsequent electroless silver plat-
ing to experimentally and theoretically study the plasmonic version of
a 3D chiral meta-atom, which comprises of a loop-wire structure or
the so-called twisted omega particle. In this case, the metallic wire
of finite length supports an electric dipole, whereas the loop acts as a
split ring resonator which exhibits a magnetic dipole resonance leading
to the separation of right handed circularly polarized light (RCP) and
the left-handed one (LCP). FTIR spectroscopy is utilized to electro-
magnetically characterize the fabricated structures for both circular
and linearly polarized waves demonstrating strong CD response in the
IR region in accordance with theoretical predictions.

O 60: Chemistry at Solid/Liquid Interfaces

Time: Wednesday 15:00-18:15

Invited Talk 0O 60.1 Wed 15:00 S052
First-principles photo-electrocatalysis beyond the computa-
tional hydrogen electrode — eHARALD OBERHOFER — Technische
Universitdt Miinchen, Germany

First-principles based computational modelling assumes an ever in-
creasing role in understanding and partly already optimising cata-
lysts for photo-electrochemical reactions. The success of prevalent
approaches like the computational hydrogen electrode (CHE) thereby
relies largely on a numerical efficiency sufficiently high as to allow for
large-scale screening of catalyst materials. Such efficiency arises out of
well chosen descriptors that ideally condense the mechanistic under-
standing of the ongoing catalytic reactions at the solid-liquid interface.

In recent years, there is increasing evidence that this understand-
ing needs further scrutiny. Critical aspects in this respect are the
neglect of solvation effects, the assumption of pathways that exclu-
sively proceed via proton-coupled electron transfer steps, and the ne-
glect of any kinetic limitations in the CHE approach. In this talk I
will review our recent activities in addressing these issues with detailed
first-principles based multiscale modeling approaches. Thereby, in par-
ticular embedding approaches—both on the solid and the liquid side
of the interface—have the potential for a refined description without
sacrificing computational efficiency.

0O 60.2 Wed 15:30 S052
Continuum embedding for photo-electrochemical surface pro-
cesses — oMARKUS SINSTEIN', HARALD OBERHOFER!, DANIEL
BercER?, VOLKER BLum?3, and KarsTeEN REUTER! — 'TU Miinchen

— 2University of California, Los Angeles — 3Duke University

The problem of global warming has been known for decades and is be-
lieved to be linked directly to the exhaust of carbon dioxide and other
gases into the atmosphere which are produced in the combustion of
fossil fuel. Carbon-neutral energy sources can be obtained by convert-
ing abundant sunlight into chemical compounds. Prominent examples
for photo-electrochemically driven reactions generating solar-fuel are
the water splitting reaction and the carbon dioxide reduction at metal-
oxide solid photo-catalysts. A detailed analysis of the involved elemen-
tary processes via first-principles calculations is challenging due to the
necessity to simultaneously account for the extended semiconductor
surface and the liquid electrolyte. Going beyond traditionally assumed
proton-coupled electron transfer mechanisms one may furthermore face
charged intermediate states where a significant stabilization due to the
polar liquid environment is to be expected. This necessitates a method
able to capture electrostatic solvent effects whilst being computation-
ally inexpensive in order to allow for efficient catalyst screening. To
this end, we implemented an implicit solvation scheme based on the
multipole expansion method into the density functional theory package
FHI-aims and discuss first investigations on the photo-electro-catalytic
oxygen evolution reaction on rutile titanium dioxide surfaces.

0O 60.3 Wed 15:45 S052
Molecular dynamics simulations of the libration region of the
SFG spectra at the water-air interface. — eREm1 KHaTiB!,
Taisuke Hasecawa?, MARrIALORE Surpizi!, ELLEN H. G. Backus?,
MiscHa Bonn3, and Yukr Nacata® — lInstitute of Physics, Jo-
hannes Gutenberg University, Mainz, Germany — 2Department of

Chemistry, Graduate School of Science, Kyoto University, Kyoto,
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Japan — 3Department for Molecular Spectroscopy, Max Planck In-
stitute for Polymer Research, Mainz, Germany

Sum-frequency generation spectroscopy (SFG) has been used to probe
interfacial water structure. Former studies of the stretching and bend-
ing modes have evidenced, that non-hydrogen-bonded O-H groups are
present at the water-air interface.[1,2] In contrast, the low-frequency
librational mode has been much less studied.

In this study, we compute the SFG spectrum at the water-air inter-
face in the libration region by using molecular dynamics simulations.
We show that the modelling of the polarizability for the optical re-
sponse calculation has a drastic effect on the simulated spectra, while
force field and dipole models have a minor impact. At the water-air
interface, the neighbouring hydrogen-bond partner affects the polariz-
ability in a very heterogeneous way, which cannot be captured with a
single point polarizability model per water molecule. In the simulated
spectra, the peak of the librational contribution to the imaginary part
of the response is centred at 660 - 750 cm L.

[1] Du, Q. et al., Phys. Rev. Lett., 1993, 70, 2313-2316. [2] Nagata,
Y. et al., J. Phys. Chem. Lett., 2013, 4, 1872-1877

0 60.4 Wed 16:00 S052
Towards First-Principles Modeling of Electrolytic Sol-
vent Effects in Photo-Catalytic Water Splitting — eSTEFAN
RiNGE!, HARALD OBERHOFER!, SEBASTIAN MATERAZ, and KARSTEN
ReuTER! — 1Technische Universitit Miinchen — 2Freie Universitit
Berlin

Due to the complexity of the physical processes underlying photo-
catalytic surface reactions, ab-initio computational approaches have
to overcome major challenges concerning accuracy and computational
costs. In particular, an efficient description of electrolytic solvent ef-
fects - which are crucial for charge driven reactions - is highly necessary.
We present an implementation of the modified Poisson-Boltzmann
(MPBE) model in the highly parallel and numerically efficient all-
electron DFT code FHI-aims.[1] In contrast to most implicit solvent
models, this technique combines dielectric solvent response with a
mean-field description of solvated finite-sized ions. This has been
shown to capture a majority of electrochemical solvent effects ap-
pearing in heterogeneous photo-catalysis.[2] We developed a Newton
method by linearizing the MPBE and solving the resulting linearized
Poisson-Boltzmann Equation (LPBE) by a self-consistent function-
space oriented solution scheme which in contrast to common multi-grid
solvers is able to exploit the specialized grids and optimized integration
schemes of FHI-aims. We demonstrate the approach and its efficiency
by investigating hydration and ionic effects on the solvation properties
of a wide range of neutral molecules and ions.

[1] Blum, V. et al.,Comp. Phys. Comm. 2009, 2175-2196. [2] e.g.
Kilic, M.S., Bazant, M.Z., Phys. Rev. E, 2007, 021502.

0 60.5 Wed 16:15 S052
‘What quantum dynamics tells us about photocatalytic water
splitting — eJAN MiTscHKER and THORSTEN KLUNER — Carl-von-
Ossietzky-Universitat, Oldenburg, Germany

Combining quantum chemistry with quantum dynamics is a valuable
tool to simulate processes on a femtosecond time scale. In this contri-
bution, the focus is on the photochemistry of water on a rutile (110)
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surface. Highly accurate potential energy surfaces for the adsorption of
water on rutile were calculated on a CASSCEF level of theory. The rutile
surface is modelled by a cluster embedded in a large point charge field.
The electronically excited state resulting from a hole attack on the wa-
ter molecule was simulated by a positively charged adsorbate. From
about 170000 data points for each state the potential energy surfaces
were constructed using artificial neural networks for the interpolation.

Two photoreactions were studied: photodesorption and photodisso-
ciation. Numerical wave-packet propagation solves the time-dependent
Schrodinger equation and accounts for all quantum effects. Our re-
sults indicate an MGR mechanism for the desorption due to the repul-
sive interaction between adsorbate and substrate in the excited state.
Describing the photodissociation, however, is much more complicated
due to the underlying Hamiltonian. Using a simpler two-dimensional
model, the process is dominated by an energy barrier near the Franck-
Condon region leading to a splitting of the wave-packet and introducing
strong isotope effects.

0 60.6 Wed 16:30 S052
First-principles reaction barriers for the splitting of water on
rutile TiO2 (110) — eTHOMAS STECHER, HARALD OBERHOFER, and
KarsTEN REUTER — TU Miinchen, Garching, Deutschland

First-principles modelling of electrocatalytic surface reactions is still
largely defined by the computational hydrogen approach. This ap-
proach evaluates free energy differences between consecutive reaction
steps and thereby accounts only for thermodynamic barriers. In order
to access additional kinetic barriers in the photocatalytic oxidation of
water we present an approach based on ab initio molecular dynamics
(AIMD) simulations and umbrella sampling. As a first showcase sys-
tem we consider the initial proton-transfer step during water-splitting
on a rutile TiO2 (110) surface, which was previously studied within
the computational hydrogen electrode approach [1]. AIMD on a sys-
tem of this size is enabled by an electrostatic embedding approach of
both the solid and liquid parts of the reaction site. Furthermore it
was found to be imperative that the rearrangement of water, which
plays a key role, be considered in the definition of the reaction coordi-
nate. This is achieved by an energy-based reaction coordinate inspired
by Marcus theory. Finally, hybrid-level DFT functionals are required
for a realistic description particularly of the transition state. Bring-
ing these computational ingredients together allows us to disentangle
thermodynamic and kinetic contributions to the reaction barrier. [1]
H. Oberhofer and K. Reuter, J. Chem. Phys. 139, 044710 (2013).

O 60.7 Wed 16:45 S052
Structure Sensitivity of the Oxygen Evolution Reaction on
Cobalt(IL,IIT) Oxide — ¢Craic Praisance!, KARSTEN REUTER!,
and RUTGER VAN SANTEN2 — Technische Universitiat Miinchen, Ger-

many — 2Technische Universiteit Eindhoven, The Netherlands

Quantum chemical calculations and kinetic simulations were used to
examine the structure sensitivity of the oxygen evolution reaction on
several surface terminations of Co3Oy4 [1]. Three characteristically dif-
ferent active sites were identified, all of which carry out O-O bond for-
mation by nucleophilic attack on an oxo coordinated by one to three Co
cations. A method was developed to calculate the turnover frequency
of oxygen evolution as a function of overpotential, and it was found
that three overpotential ranges exist, each with a different active site
dominating. At low overpotentials an oxo coordinated to two Co(IV)
and one Co(II) at a step edge of the (311) surface is most active. At
medium overpotentials, the active site switches to an oxo coordinated
to two Co(IV) on the A termination of the (110) surface, and at high
overpotentials, to an oxo coordinated to a single Co(V) on the B termi-
nation of the (110) surface. The less coordinated oxos are intrinsically
more reactive but require a higher overpotential to oxidize to the active
state. Analysis of the electronic structure indicates that the intrinsic
reactivity is related to the energy to transfer a hole from an oxidized
Co cation to the oxo, with the less coordinated sites requiring the least
energy.

[1] C.P. Plaisance and R.A. van Santen, J. Am. Chem. Soc., 2015,
187 (46), 14660-72.

0 60.8 Wed 17:00 S052
Improved Chemical and Electrochemical Stability on Per-
ovskite Oxides by Oxidizing Cations at the Surface — Qivanc
Lu!, Nikorar Tsverkov!, Lixix Sun!, ETnan CruMLIN?, and
eBiLcE YiLpiz! — 'Massachusetts Institute of Technology, Cambridge
MA, USA — 2Lawrence Berkeley National Laboratory, Berkeley CA,

USA
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Segregation and phase separation of aliovalent dopants on perovskite
oxide (ABO3) surfaces is detrimental to the performance of electrocat-
alytic energy conversion systems such as solid oxide fuel/electrolysis
cells and catalysts for thermochemical H20 and CO2 splitting. One
key reason behind the instability of perovskite oxide surfaces is the
electrostatic attraction of the negatively charged A-site dopants (Sr2+
on La3+ site) by the positively charged oxygen vacancies enriched at
the surface. Here we take La0.8Sr0.2Co0O3 (LSC) as a model per-
ovskite oxide, and modify its surface with additive cations that are
more and less oxidizing than Co on the B-site of LSC. We utilized
ambient pressure X-ray absorption and photoelectron spectroscopy to
prove that the dominant role of the oxidizing surface additives is to
suppress the enrichment and phase separation of Sr while reducing the
concentration of oxygen vacancies at the surface. Consequently, we
found the effect of these oxidizing cations to be significantly improved
stability, with up to 30x acceleration of the oxygen exchange kinetics.
Finally, the results revealed a *volcano* relation between the oxygen
reduction reaction (ORR) kinetics and the oxygen vacancy formation
enthalpy of the binary oxides of the additive cations.

0 60.9 Wed 17:15 S052

Enhancement of electrocatalytical activity for oxygen evolu-

tion in bimetallic tetrapyridyl-porphyrine networks — BEN-
JAMIN WURsTER!, Doris GRUMELLI!, eDiana HoTaErR!, Rico
GurzLer!, and Kraus Kern'2 — Max Planck Institute for Solid

State Research, D-70569 Stuttgart — 2Ecole Polytechnique Fédérale
de Lausanne, CH-1015 Lausanne

Hydrogen and oxygen generated by electrochemical water splitting of-
fers a source of clean and renewable energy. The limiting factor is
the oxygen evolution reaction (OER) which is a demanding reaction
as it involves a four-electron transfer (4OH™ — Oz +2H20 +4e™,
in alkaline electrolytes). As a result, the reaction has to overcome
a large overpotential. Inspired by the reactivity of single metal atom
catalysts and the structure of metallo-proteins, a bimetallic porphyrine
catalyst for the OER was fabricated. Tetrapyridyl prophyrines provide
two different coordination environments for the stabilization of single
metal centers: the porphyrine ring and the pyridyl groups. Using this
method we intentionally place Co and Fe atoms in either of the two
coordination environment within a porphyrine monolayer on Au(111).

Compared to the single metal porphyrines the bimetallic networks
show an increase in activity towards oxygen production of approxi-
mately two orders of magnitude. The enhancement of the activity is
due to a cooperative effect between the metal centers positioned in the
two coordination environments. Additionally, the reaction starts with
an overpotential of about 300 mV, highlighting the favorable kinetics
of the catalyst.

0 60.10 Wed 17:30 S052
Electro-oxidation of methanol from first-principles with an
implicit solvation method — eSunc SakonG and AXEL GROsSS —
Institut fiir Theoretische Chemie, Universitdt Ulm, 89069 Ulm, Ger-
many

The methanol electro-oxidation is the central reaction in the direct
methanol fuel cell (DMFC). We present a first-principles computa-
tional studies addressing the reaction mechanism occuring on the an-
ode of the DMFC based on density functional theory (DFT). The
electrode-electrolyte interface is modeled by a Pt(111) slab in an im-
plicit solvent [J. Chem. Phys. 142, 234107 (2015)]. The electrode
potential of the electrochemical cell is parametrized using the compu-
tational hydrogen electrode method. Thus DFT calculations yield the
energetics of reaction intermediates on the Pt electrode as a function
of the electrode potential U. We find that the presence of the implicit
solvent leads to subtle changes in the relative energies of the reac-
tion intermediates. Based on calculated activation barriers, a possible
reaction scheme is proposed. We will demonstrate that the total oxi-
dation of methanol is possible at electrode potentials of U > 0.6 V on
Pt(111), in agreement with experimental observations. Based on the
proposed reaction scheme, we will discuss possible scenarios to improve
the performance in the methanol electro-oxidation.

0 60.11 Wed 17:45 S052
Electro-oxidation of methanol and CO on UHV prepared Pt
modified Ru(0001) model electrodes — oJENs KLEIN, FABIAN
ARrGasT, ALBERT K. ENGSTFELD, SYLVAIN BRIMAUD, and R. JURGEN
BenMm — Ulm University, Institute of Surface Chemistry and Catalysis,
89069 Ulm, Germany

Bimetallic platinum-ruthenium catalysts are the state-of-the-art an-
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ode electrode materials for direct methanol fuel cells, since they show
a much higher activity towards both the methanol (MeOH) oxidation
and the CO oxidation compared to the standard anode catalyst Pt.
The higher activity has been ascribed to adjacent bimetallic PtRu-
sites (,bifunctional mechanism‘). The actual structure of the active
sites remained, however, unclear.

For a more detailed understanding of the structure—activity relation-
ship of this system, we investigated these reactions on structurally
well-defined nanostructured bimetallic Pt modified Ru(0001) surfaces
in a combined ultrahigh vacuum (UHV) — electrochemical (EC) flow
cell setup. Different Pt- and PtRu-nanostructures with varying Pt
coverage and varying number of adjacent PtRu-sites were prepared by
physical vapor deposition of Pt on Ru(0001) at different temperatures
and then characterized by scanning tunneling microscopy (STM).
After structural analysis, the model electrodes were transferred to an
EC flow cell attached to the UHV system, to investigate their electro-
catalytic activity during MeOH oxidation and bulk CO oxidation in
H2S04 by cyclic voltammetry. The electrocatalytic activity was corre-
lated with the abundance of key PtRu nanostructures on the surfaces.

0 60.12 Wed 18:00 5052

of ions on metals electrodes

Equilibrium coverages

eFLORIAN (GOSSENBERGER, TANGLAW RomMmaN, and AXEL GRoss
— Institute of Theoretical Chemistry, Ulm University, D-89069
Ulm/Germany

Electrocatalytic reactions typically take place close to the surface of the
electrode, i.e., in the region of the electrochemical double layer. These
reactions might be substantially affect by adsorbates on the electrode
which originate from the electrolyte. They can contribute to catalytic
steps by directly interacting with the reactants, by changing the work
function, or simply by blocking adsorption sites on the surface.

In this study we have addressed the equilibrium coverage of ions
on Pt(111) in the presence of electrolytes using density functional the-
ory. By applying the concept of the computational hydrogen electrode,
we have derived the stability of structures at the electrode surface at
different electrochemical potentials which are a function of electrode
potential, pH, ion concentrations and temperature [1].

With this information we are able to draw phase diagrams for sev-
eral coadsorption systems. Thereby we can address the open ques-
tion whether synergistic effects are present in coadsorption systems of
halides (C17, Br—, I7) and hydrogen on Pt(111). Our results indicate
that the adsorption of these species is competetive, i.e., that either
purely hydrogen-covered or purely halide-covered phases are stable.
[1] F. Gossenberger, T. Roman, A. GroR, Surf. Sci. 631, 17 (2015).

O 61: Graphene IlI: Adsorption, Intercalation and Doping

Time: Wednesday 15:00-18:00

O 61.1 Wed 15:00 S053
H atom scattering from epitaxial graphene on Pt(111) —
eHongyaN JiaNg!, YvoNNE DoreNkaMmp!, ALEc WoDTKE! 23,
and OLIVER BUENERMANN!2:3 — IInstitute for Physical Chemistry,
Georg-August University of Goettingen, Goettingen, Germany —
2Department of Dynamics at Surfaces, Max Planck Institute for Bio-
physical Chemistry, Goettingen, Germany — 3International Center for
Advanced Studies of Energy Conversion, Georg-August University of
Goettingen, Goettingen, Germany

Adsorption of hydrogen atoms on graphene is playing an important
role in hydrogen storage, graphene based electronics, nuclear fusion
and interstellar chemistry. The interaction of hydrogen atoms with
graphene is studied in a newly built atom-surface scattering machine.
A nearly mono-energetic hydrogen atom beam is formed by laser pho-
tolysis. The hydrogen atoms are scattered from a well-defined sam-
ple held in UHV. The scattered hydrogen atoms are detected us-
ing Rydberg-atom neutral time-of-flight. This technique allows us to
record angle resolved, high resolution energy loss spectra of scatted hy-
drogen atoms. Scattering of hydrogen atoms from epitaxial graphene
on Pt(111) shows a very different behavior than scattering from clean
Pt(111). For low incidence kinetic energy, graphene acts like an atomic
mirror. We observe narrow scattering angle and kinetic energy distri-
bution and small translational energy loss. For high incidence kinetic
energy, broad distribution and large translational energy loss is ob-
served. The process obeys normal energy scaling. We speculate that
this behavior is connected to the barrier of hydrogen atom adsorption
on graphene.

O 61.2 Wed 15:15 S053
A nanodiamond superlattice on graphene/Ir(111)
oCHARLOTTE HERBIG!, PHILIPP VALERIUS!, TimMo KNISPEL!, SABINA
Simon2, ULRIKE A. SCHRODER!, ANTONIO J. MARTINEZ-GALERAL,
MoHAMMAD A. ArRMAN?, CHRISTIAN TEICHERTD?, JAN KNUDSENSD,
ARrRkaDY V. KrasueENINNIKOVS7, and Tuomas MicueLy! — 1II.
Physikalisches Institut, Universitét zu Koln, Germany — 2Department
of Physics, University of Konstanz, Germany — 3Division of Syn-
chrotron Radiation Research, Lund University, Sweden — *Institute
of Physics, Montanuniversitit Leoben, Austria — °MAX IV Lab-
oratory, Lund, Sweden — %Department of Applied Physics, Aalto
University, Finland — 7Institute of Ion Beam Physics and Materials
Research, Helmholtz-Zentrum Dresden-Rossendorf, Germany

Atomic C deposition onto the graphene moiré with Ir(111) leads in a
broad temperature range from 130K to 550K to the formation of a
nanodiamond superlattice with one C cluster per moiré unit cell. The
size of the C clusters is tunable between about 20 and 150 C atoms.
For deposited amounts exceeding about 200 C atoms per moiré unit
cell the ordering is lost, but still nanodiamond structures remain. The
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nanodiamond superlattice is thermally stable up to 800 K. Annealing
to higher temperatures results in C intercalation and eventually bilayer
graphene formation. On the basis of scanning tunneling microscopy, X-
ray photoelectron spectroscopy, and density functional theory a model
for C cluster formation, structure, stability, and decay is developed.
Based on the generality of our model, we speculate that nanodiamonds
may form on other moirés of 2D materials with their substrate.

O 61.3 Wed 15:30 S053
Core level shifts of doped graphene — ¢ULRIKE A. SCHRODER!,
MARIN PrTrROVIG?, TimMm GErRBER', ELIN GRANAS®, ANTONIO
J. MARTINEZ-GALERA!, MonaMMAD A. ARMAN3, CHARLOTTE
Hersic!, JoacHiM ScHNADT®, MarRko KRALJ2, JAN KNUDSENS?,
and THomas MicHiLy! — 'I. Physikalisches Institut, Universitit zu
Koln, Germany — 2Institut za fiziku, Zagreb, Croatia — 3Division of
Synchrotron Radiation Research, Lund University, Sweden — *MAX

IV Laboratory, Lund, Sweden

In X-ray photoemission spectroscopy, core level shifts of the carbon 1s
photoelectrons are frequently monitored to investigate adsorption and
intercalation on and underneath graphene. An understanding of their
origin and magnitude are thus desirable both from a scientific and an
applicational point of view. Through intercalation of metals and gases,
the Dirac cone of graphene on Ir(111) can be shifted with respect to the
Fermi level without becoming destroyed through strong hybridization.
Upon such chemical doping with Cs, Eu, H, O, and Li, the carbon
1s core level shift displays a functional dependence on the graphene
doping level. Of specific interest is the case of doping by Li, since
for Li no phase separation takes place upon intercalation. Thereby,
this core level shift can be monitored as a function of the intercalated
amount. To first approximation, the core level shift may be described
as a superposition of a rigid band shift, which is counteracted by a
shift proportional to the transferred charge.

O 61.4 Wed 15:45 S053
Structural phases of Au-intercalated graphene on Ni(111)
eMaxiv  Krivenkov!:2, EvangeLos Gorias!, DwmiTry
MARCHENKO!, JAIME SANCHEz-BARRIGA!, GusTav BIHLMAYER?,
OLIVER RADER!, and ANDREI VARYKHALOV! — Helmholtz-Zentrum
Berlin, BESSY-II, 12489, Berlin, Germany — 2Department of Physics,
Potsdam University, Am Neuen Palais 10, D-14415, Potsdam, Ger-
many — SForschungszentrum Jiilich and JARA, 52425, Jiilich, Ger-

many

Graphene grown epitaxially on Ni(111) and intercalated with Au is a
remarkable system revealing a giant (~100 meV) spin-orbit splitting of
Dirac cone in spin-resolved photoemission experiments [1]. In present
study we investigate structural origin of this giant Rashba effect.
We report extensive microscopic study of Au-intercalated graphene
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and discover versatile structural phases of Au locally coexisting at
graphene-Ni interface. Besides a continuous monolayer phase giving
rise to a pronounced moiré pattern identified as (9.7x9.7) misfit dis-
location loop structure [2], we observe various well periodic arrays of
nanoparticles trapped under graphene. Overall arrangement of such
Au nanoclusters is laterally coherent to the principle moiré pattern of
Au monolayer. We test whether these nanoparticles can be a source
of giant spin-orbit splitting in graphene by performing DFT study of
structural and electronic properties of the system.

[1] D. Marchenko, A. Varykhalov, M. R. Scholz, G. Bihlmayer, E.
I. Rashba, A. Rybkin, A. M. Shikin, O. Rader, Nature Commun. 3,
1232 (2012); 2] J. Jakobsen et al., Phys. Rev. Lett. 75, 489 (1995).

O 61.5 Wed 16:00 S053
How to manipulate the dispersion interaction at organic-
graphene interfaces — eVasiLe Cacruc!, FeLix HUuTTMANNZ,
NicoLAE ATopIRESEI', THoMAS MicHELY?, and STEFAN BLUGEL!
— 1Peter Griinberg Institut (PGI-1) and Institute for Advanced Sim-
ulation (IAS-1), Forschungszentrum Jiilich and JARA, 52425 Jiilich,
Germany — 2II. Physikalisches Institut, Universitat zu Koln, Ziilpicher
Strafke 77, 50937 Koln, Germany

In this contribution we will explore how to rationally engineer the
strength of the van der Waals (vdW) interactions present in a
molecule—surface physisorbed system. More specifically, we investi-
gated by means of ab initio density functional theory (DFT) simu-
lations using a non-local correlation vdW functional [1] the adsorp-
tion of a m—conjugated organic molecule such as naphthalene (C1oHg)
on the graphene/Ir(111) surface [2]. To tailor the magnitude of the
naphthalene—graphene dispersion interaction, the key ingredient is to
modify the spatial extent of the charge distribution in graphene by
doping it via intercalated electropositive and electronegative atoms at
its backside to Ir(111) [3]. Finally, the comparison of the predicted
adsorption energies and those obtained by thermal desorption mea-
surements is also discussed [4].

[1] M. Dion et al., Phys. Rev. Lett. 92, 246401 (2004).

[2] C. Busse et al., Phys. Rev. Lett. 107, 036101 (2011).

[3] S. Schumacher et al., Nano Lett. 13, 5013 (2013).

[4] F. Huttmann et al., Phys. Rev. Lett., accepted.

0 61.6 Wed 16:15 5053

Coverage dependent evolution of electronic states of
tetraphenyldibenzoperiflanthene (DBP) on HOPG and
graphite — eTobias HuemprNER!, TiNno KircHHUEBEL!, Ro-

MAN ForkEeRr!', Noriakt Kawakita?, TAKasHI YAMADAZ, TOSHIAKI
MunakaTa?, and TorsTEN Fritz'2 — 1Friedrich Schiller University,
Institute of Solid State Physics, Helmholtzweg 5, 07743 Jena, Germany
— 2Department of Chemistry, Graduate School of Science, Osaka Uni-
versity, 1-1 Machikaneyama, Toyonaka 560-0043, Osaka, Japan

We report on a combined study of the dye molecule tetraphenyldiben-
zoperiflanthene (DBP) deposited on HOPG and single crystalline
graphite surfaces. The film growth is successively traced in situ via
differential reflectance spectroscopy (DRS). This data is compared to
ultraviolet photoelectron spectroscopy (UPS) as well as two photon
photoemission (2PPE) measurements recorded at various coverages.
All methods applied show that there are two different species of the
DBP molecule that appear at certain film thicknesses. For low cov-
erages, namely up to one monolayer (ML), the absorption gap of the
molecules is smaller (low energy - LE) compared to coverages slightly
above 1 ML (high energy - HE). For thicker films up to 10 ML the LE
species is formed again and the film composition shifts continuously in
favor of this species with increasing coverage. This study is assisted
by structural data gained from low energy electron diffraction (LEED)
and scanning tunneling microscopy (STM) that depicts a highly or-
dered first ML.

O 61.7 Wed 16:30 S053
Supramolecular nanopatterns of organic molecules on
graphite — eSTEFAN-SVEN JESTER — Kekulé-Institut fiir Organis-
che Chemie und Biochemie, Rheinische Friedrich-Wilhelms-Universitéat
Bonn, Gerhard-Domagk-Str. 1, 53121 Bonn

The self-assembly of organic molecules at the solid/liquid interface
provides an approach towards defined 2D architectures. However, pre-
dicting how a specific molecule renders into a supramolecular 2D crys-
tal is still a challenge. A promising approach relies on the transfer
of concepts from discrete geometry (e.g. Archimedean surface tiling)
to supramolecular chemistry: Arylene-alkynylene macrocycles of dis-
tinct symmetries and sizes that carry flexible alkyl/alkoxy side chains
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can be viewed as molecular polygons that form supramolecular pat-
terns of specific symmetries and lattice constants. E.g., the cocrystal
of molecular triangles and hexagons has increased lattice constants as
compared to the individual compounds. We describe a concentration-
driven alteration between porous and dense packings of hexagons with
reduced symmetry and alike unit cell parameters for rings with differ-
ent interiors. In addition, we discuss mono- and multilayer growth of
molecular spoked wheels on graphite. In all cases, scanning tunneling
microscopy provides a submolecularly resolved insight into the molec-
ular structures that can be utilized for chemical compound analysis.

0O 61.8 Wed 16:45 S053
Molecular friction and proton dynamics in sulfuric acid inter-
calated graphite from ab-initio MD simulations — eSTEFFEN
SEILER and BERND MEYER — Interdisciplinary Center for Molecular
Materials and Computer-Chemistry-Center, FAU Erlangen-Niirnberg

Wet-chemical exfoliation of graphite via Hummers’ method [1,2] is a
promising route for large-scale graphene production. In this solution-
based process first graphite is intercalated by concentrated sulfuric
acid, then the graphite intercalation compound (GIC) is oxidized,
graphene oxide (GO) layers are separated in solution by hydrolysis
reactions, and finally the GO layers are reduced to graphene [3].

We performed Car-Parrinello molecular dynamics (CP-MD) simula-
tions to study the dynamic properties of the liquid sulfuric acid within
the confined space between the graphene layers. The friction coef-
ficient, proton-transfer barriers and electron distributions have been
analyzed, and we will show how these properties are affected by the
oxidation and the stacking sequence of the graphene sheets. Finally,
consequences for the mechanism of GIC formation and oxidation will
be discussed.

[1] W. S. Hummers, J. Am. Chem. Soc. 80, 1339 (1958).
[2] D. C. Marcano et al., ACS Nano 4, 4806 (2010).
[3] A. M. Dimiev and J. M. Tour, ACS Nano 8, 3060 (2014).

O 61.9 Wed 17:00 S053
Surface mediated oxidation of supported coronene molecules
— oWEIPPERT JURGEN!, GEWIESE VINCENT!, BOTTCHER ARTUR!,
and Kappes MaNFrED M.12 — llnstitute of Physical Chemistry,
Karlsruhe Institute of Technology (KIT), Fritz-Haber-Weg 2, 76131
Karlsruhe, Germany — 2Institute of Nanotechnology, Karlsruhe In-
stitute of Technology (KIT), Hermann-von-Helmholtz-Platz 1, 76344
Eggenstein-Leopoldshafen, Germany

We have explored surface-mediated oxidation of coronene (C24H12)
molecules as a route to prepare molecular equivalents of graphene
oxides (GOs). We found that exposure of C24H12/HOPG to a flux
of atomic oxygen leads to oxidation of both the substrate and the
coronene molecules adsorbed thereon (O/HOPG and C24H120n). We
did not observe molecular fragments indicative of epoxy-species in-
duced unzipping and scission of the adsorbed coronene. Instead des-
orption mass spectra were dominated by Coronene molecules deriving
from electron impact ionization of the intact parent species, two oxidic
species and an unusual coronene fragment, C21H9+4. These obser-
vations suggest that sample heating activates the surface diffusion of
preformed epoxy species and that subsequently pronounced fragmen-
tation of the oxidized molecular periphery is induced either by further
on-surface heating or by ionization. The reaction path results in the
emission of coronene oxides with a mean yield of 0.07. Systematic mea-
surements (TDS, UPS and XPS) reveal further details of the reaction
chain associated with efficient thermal desorption of coronene oxides -
a process analogous to the exfoliation of graphene oxide.

0 61.10 Wed 17:15 S053
Intercalation of Gadolinium underneath graphene on
SiC(0001) — eSTEFAN LINK, STIVEN FORTI, ALEXANDER STOHR,
and ULrICH STARKE — Max-Planck-Institut fiir Festkérperforschung
Stuttgart

Tuning the electronic properties of graphene for potential applications
has raised intensive research. Besides spatial confinement for the intro-
duction of a band gap or covalent functionalization, the intercalation
of foreign atom species is a promising approach. A highly interesting
state of graphene lies in the extreme doping regime, where a van-Hove
singularity is reached at the Fermi level. Although this is a rather diffi-
cult task, it might pave the way to introduce interesting effects like su-
perconductivity. Gating is illusional for this purpose due to the lack of
appropriate dielectrica. Notably, the introduction of dopant adatoms
like alkali and/or earth alkali metals onto both sides of the graphene
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leads to success but on the cost of strongly reduced stability. Here we
show in a different approach that such a system can be produced with
strong thermal and chemical stability. The system develops by inter-
calating Gadolinium atoms beneath the so called zerolayer graphene
on SiC(0001). We make use of the advanced fabrication of epitaxial
graphene on SiC(0001) in our group to achieve homogeneous results
on a large scale. This gives the opportunity for exploring graphene’s
properties in this exotic regime. We show that reaching this regime is
accompanied by strong renormalization effects in the electronic band
structure, which are partially driven by strong electron-phonon cou-

pling.
O 61.11 Wed 17:30 S053

Transformation of metallic boron into substitutional dopants
in graphene on 6H-SiC(0001) — eJssica Srorzini'*2, MykoLa
TeLycHko> %, ONDREJ KREJCI0%%4, MARTIN VONDRACEK®?, MAR-
TIN SviEc3, Francois Bocquer!:?, and StepHAN Tautz!:?
IPeter Gruenberg Institut (PGI-3), Forschungszentrum Juelich, 52425
Juelich, Germany — 2Juelich Aachen Research Alliance (JARA), Fun-
damentals of Future Information Technology, 52425 Juelich, Germany
— 3Institute of Physics, Academy of Sciences of the Czech Repub-
lic, Cukrovarnicka 10, CZ-16200 Prague, Czech Republic — 4Faculty
of Mathematics and Physics, Charles University, V Holesovickach 2,
Praha 8, Czech Republic — %Institute of Physics, Academy of Science
of the Czech Republic, Na Slovance 2, 10, CZ-18228 Prague, Czech
Republic

We investigate the development of the local bonding and chemical
state of boron atoms during the growth of B-doped graphene on 6H-
SiC(0001). Photoemission experiments reveal the presence of two

chemical states, namely boron in the uppermost SiC bilayers and boron
substituted in both the graphene and buffer layer lattices. We demon-
strate the participation of the dopant in the 7* electron system of
graphene by the presence of the 7* resonance in the near edge x-ray
adsorption fine structure (NEXAFS) recorded at the B K-edge. The
experimental fundings are supported by NEXAFS simulations.

0 61.12 Wed 17:45 S053
Chemical modification of bilayer graphene — eKONSTANTIN
WEBER and BERND MEYER — Interdisciplinary Center for Molecular
Materials and Computer-Chemistry-Center, FAU Erlangen-Nirnberg

Using density functional theory (DFT) together with the empirical
Grimme D2 van der Waals correction scheme [1] we studied the en-
ergetics, reaction pathway and thermodynamics of the hydroxylation
and hydrogenation reaction and subsequent interlayer bond formation
in bilayer graphene. Our results show that after the adsorption of two
to three adsorbates a critical nucleous size is reached and subsequent
adsorption leads to an energy gain for both the adsorption of hydrogen
and hydroxyl groups. The covalent adsorption increases the reactivity
of bilayer graphene and triggers the formation of interlayer bonds be-
tween the graphene sheets. In addition, the reactivity of freestanding
bilayer graphene will be compared to the reactivity of bilayer graphene
adsorbed on a Ni(111) substrate. The Ni(111) surface acts as a support
and reaction template that facilitates the hydrogenation and hydrox-
ylation reactions, similarly as in the one-sided hydrogenation process
of single-layer graphene supported on Ni(111) [2].

[1] S. Grimme, J. Comp. Chem. 27, 1787 (2006).
[2] W. Zhao et al., Chem. Eur. J. 21, 3347 (2015).

O 62: Frontiers of Electronic Structure Theory: Focus on Topology and Transport Il

Time: Wednesday 15:00-18:30

Topical Talk O 62.1 Wed 15:00 H24
Topological semimetal phases in strained HgTe-based alloys
— TomAs RaucH?!, STEVEN AcHILLEs!, ¢ JURGEN HENK!, and INGRID
Merrich2 — 1Martin Luther University Halle-Wittenberg, Halle,
Germany — 2Max Planck Institute of Microstructure Physics, Halle,
Germany

Topological insulators (TIs) have matured to a class of materials that
is studied worldwide with great effort. Prominent examples are HgTe,
the Bi chalcogenides, and SnTe. Recently, the set of “original” TIs has
been extended by topological semimetals: the topological Dirac and
the Weyl semimetals, both of them showing point-like Fermi surfaces
in the bulk. Weyl points appear always in pairs with opposite topo-
logical charges of £1; their projections onto the surface Brillouin zone
are connected by a Fermi arc, i.e. a sizably spin-polarized topological
surface state with an open Fermi contour.

In this presentation I report on theoretical investigations of strained
HgTei_4S; alloys [1], with surprising results. (¢) In the strong TI
phase, the spin chirality of the topological nontrivial surface state can
be reversed by moderate strain and changing the alloy concentration z.
(12) On top of this, we observe a Dirac and a Weyl semimetal phase.
These findings call for experimental verification and extend signifi-
cantly the “topological playground” for spin-dependent transport.

[1] T. Rauch, S. Achilles, JH, I. Mertig, Phys. Rev. Letters 114
(2015) 236805.

Topical Talk 0O 62.2 Wed 15:30 H24
Topological surface Fermi arcs and the chiral anomaly in Weyl
semimetal materials — eBiNgHAT YAN — Max Planck Institute for
Chemical Physics of Solids, Dresden

Topological Weyl semimetals represent a novel state of topological
quantum matter, which not only possesses Weyl fermions (massless
chiral particles that can be viewed as magnetic monopoles in momen-
tum space) in the bulk and unique Fermi arcs generated by topological
surface states, but also exhibits appealing physical properties such as
extremely large magnetoresistance and ultra-high carrier mobility. In
this talk, I will first present our recent theoretical [1] and ARPES [2,3]
study on the topological surface states of transition-metal monopnic-
tides, NbP, NbAs, TaP and TaAs. By visualizing the surface Fermi
arcs, we discovered their Fermiology evolution with spin*orbit coupling
strength. Further, we found a way to manipulate the Fermi arcs by
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the Lifshitz transition. I will also introduce our recent progress on the
magneto-transport in the search for the chiral anomaly effect[4,5]. Ref-
erences: [1] Y. Sun, S. C. Wu, and B. Yan, Phys. Rev. B 92, 115428
(2015). 2] L. X. Yang, et al. Nature Physics 11, 728 (2015). [3] Z. K.
Liu, et al. Nature Materials DOIL: 10.1038/NMAT4457 (2015). [4] C.
Shekhar, et al. Nature Physics 11, 645 (2015). [5] C. Shekhar, et al.
arXiv:1506.06577 (2015).

0 62.3 Wed 16:00 H24
Type-II Dirac cones as unified topological origin of the ex-
otic electronic properties of WTes — eLukas MUECHLER',
ARIs ALEXANDRADINATAZ, T1TUs NEUPERT®, and RoBERTO CAR! —
1Dept. of Chemistry, Princeton University — 2Dept. of Physics, Yale
University — 3Princeton Center for Theoretical Science, Princeton

University

WTes is a recently discovered layered material with remarkable elec-
tronic properties. Transport measurements show an extremely large
non-saturating magnetoresistance (MR) with mobilities as high as
167 000 Cm2/Vs at 2 K. Furthermore, recent photoemission experi-
ments discovered circular dichroism in the bulk band structure. We
propose a unified explanation for these exotic observations by relating
key properties of the bulk electronic structure to that of to that of the
mono- and bi-layer material. In particular, we demonstrate that the
monolayer is a novel type-II Dirac semimetal in absence of spin-orbit
coupling, with Dirac cones that are sufficiently anisotropic to simulta-
neously harbor electron and hole pockets. The band structure can be
characterized by a new Zsg X Zgo topological invariant defined through
non-Abelian Wilson loops. We develop a tight-binding model for the
mono- and bilayer of WTes based on Wannier functions from ab-inito
calculations and extend our findings to the iso-structural compounds
MoTes and Zrls.

0 624 Wed 16:15 H24
Topological surface Fermi arcs and spin-textures of the Weyl
semimetals TaAs, TaP, NbAs, and NbP — eYan Sun!, Suu-
CuuNn Wul, Craupia FeLser!, and Bingaal Yan!:2 — IMax Planck
Institute for Chemical Physics of Solids, 01187 Dresden, Germany. —
2Max Planck Institute for the Physics of Complex Systems, 01187
Dresden, Germany

Very recently the topological Weyl semimetal (WSM) was predicted in
the noncentrosymmetric compounds NbP, NbAs, TaP, and TaAs and
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soon led to photoemission experiments to verify the presumed topo-
logical Fermi arcs (FAs)[1,2]. In this work we have performed fully ab
initio calculations of these four WSMs and revealed the FAs with spin-
momentum-locked spin texture[3]. On the (001) surface, the anion (P
or As) terminated surfaces are found to fit photoemission measure-
ments well. By tracing the spin polarization of the Fermi surface, one
can distinguish FAs from trivial Fermi circles. By comparing their sur-
face states, we reveal the evolution of topological Fermi arcs from the
spin-degenerate Fermi circle to spin-split arcs when the SOC increases
from zero to a finite value. Our work presents a comprehensive un-
derstanding of the topological surface states of WSMs, which will be
helpful for spin-revolved photoemission and transport experiments.

References

[1] L. X. Yang, Z. K. Liu, Y. Sun, et. al. Nat.Phys.11,728, (2015).

[2] Z. K. Liu, L. X. Yang, Y. Sun, et.al Nat. Mater.,
doi:10.1038 /nmat4457,(2015).

[3] Y. Sun, S. Wu, and B. Yan, Phy. Rev. B, 92, 115428, (2015).

0 62.5 Wed 16:30 H24
New electron states at the Bi/InAs(111) interface — eL
Nicorail2:3, K Hricovini?3, J-M Marior?, M C RIcHTERZ3,
O Heckmann?3, U Dyukic?, T BALASUBRAMANIAN®, M
LEANDERSSON®, J Sapowski®, J DeNLINGER®, I VoBornik’, J
Braun?, H EBerr?, and J MINART'® — 1LMU, Munich — 2LPMS,
UCP, Cergy, France — 3DSM-IRAMIS, Spec, Cea-Saclay, France —
4LCP-MR, UPMC Univ. Paris 06/CNRS, France — MAX-lab, Lund
Univ., Sweden — SALS, Berkeley, USA — 7EST, Trieste, Italy —
8Univ. of West Bohemia, Plzefi, Czech Republic

The Bi(111) surface is a prototype system that shows Rashba-split
surface states. Theoretical studies [1] predicted non-trivial topologi-
cal surface states appearing on a single bi-layer of Bi(111) and a more
complex behavior was suggested for a variable film thickness as a func-
tion of the layer thickness [2]. This clearly indicates that the electronic
properties of thin films of this material are quite complex and far from
being fully understood. Here we present combined theoretical and
ARPES studies on the electronic structure of Bi(111) films grown on
InAs(111). Bi grows epitaxially on this substrate and a monocrystal
of very high quality is obtained after depositing several monolayers.
ARPES experiments on the samples prepared show several new elec-
tronic states not reported before. The one-step model of photoemission
as implemented in the SPR-KKR package [3] allows us to identify pris-
tine Bi bulk states coexisting with InBi surface states.[1] M. Wada et
al., Phys. Rev. B 83, 121310 (2011). [2] Z. Liu et al., Phys. Rev.
Lett. 107, 136805 (2011). [3| J. Braun, Rep. Prog. Phys. 59, 1267-
1338 (1996).

0 62.6 Wed 16:45 H24
Two-dimensional topological phases and electronic spectra
of topological insulator thin films from GW calculations —
eToBias FORSTER, PETER KRUGER, and MICHAEL ROHLFING — In-
stitut fiir Festkorpertheorie, Westfalische Wilhelms-Universitit, 48149
Miinster, Germany

We have investigated topological and electronic properties of thin films
of the topological insulators BizSes, BigTes, and SbaTes with thick-
nesses from one to six quintuple layers employing the GW method.
The quasiparticle band structures show highly improved agreement
with experiments compared to DFT. In addition to a correction of the
band gaps, the energetic positions and dispersions of the surface states
change significantly around T' [1]. The common approach of taking the
diagonal elements of the self-energy ¥ as quasiparticle energies and
leaving the wave functions unchanged yields unphysical results which
can be overcome by diagonalizing HRF. The origin of the respective
off-diagonal elements in (X — V) will be discussed. As the wave func-
tions are updated, the two-dimensional topological phases (quantum
spin Hall or trivial) in GW differ from DFT for many systems. On the
basis of our results, we further argue that one cannot unambiguously
conclude the topological phase from fits to ARPES band structures as
performed in recent experimental studies.

[1] T. Forster, P. Kriiger, and M. Rohlfing, Phys.
201404(R) (2015)

Rev. B 92,

O 62.7 Wed 17:00 H24
Steady-State Density Functional Theory for Finite Bias Con-
ductances — eSTEFaAN Kurrn!:2 and GianLuca STEraNuccI®? —
IDept. of Materials Physics, Univ. of the Basque Country UPV/EHU,
San Sebastian, Spain — 2IKERBASQUE, Basque Foundation for Sci-
ence, Bilbao, Spain — 3Dept. of Physics, Univ. of Rome ”Tor
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Vergata”, Rome, Italy — “INFN, Frascati, Italy

In the framework of density functional theory a formalism to describe
electronic transport in the steady state is proposed which uses the den-
sity on the junction and the steady current as basic variables. In a fi-
nite window around zero bias, a one-to-one map is established between
the basic variables and both local potential on as well as bias across
the junction. The resulting Kohn-Sham system features two exchange-
correlation (xc) potentials, a local xc potential and an xc contribution
to the bias. For weakly coupled junctions the xc potentials exhibit
steps in the density-current plane which are shown to be crucial to de-
scribe the Coulomb blockade diamonds. At small currents these steps
emerge as the equilibrium xc discontinuity bifurcates. The formalism
is applied to a model benzene junction, finding perfect agreement with
the orthodox theory of Coulomb blockade.

0 62.8 Wed 17:15 H24
Revealing the intra-molecular origin of inelastic electron
tunneling signal by means of first-principles calculations —
eGIiusepPE Foti and HeEcTOrR VAzQUEzZ — Institute of Physics,
Academy of Sciences of the Czech Republic, Cukrovarnicka 10, Prague,
Czech Republic

‘We explore the intra-molecular contributions to the peaks in the Inelas-
tic Electron Tunneling Spectrum (IETS) of a benzene-based molecular
junction by means of DFT-NEGF simulations [1,2]. These contribu-
tions are calculated from the bracket of the left- and right- transmission
channels with the e-ph coupling matrix by grouping the products into
one- and two-atom terms. This combines the geometrical information
of the vibrational modes with the electronic properties of the scatter-
ing states. Our calculations show how the partial contributions of each
atom and bond in the molecule combine to give the total inelastic sig-
nal. We find that, for most of the high intensity peaks, these terms
sum up constructively while dark modes result from cancellations. We
also investigate the relation between the symmetry of the vibrational
modes and the cancellation pattern of the different contributions. This
analysis enables a real space representation of the intra-molecular con-
tributions associated to each vibrational mode and allows a complete
mapping and characterization of the origin of the IETS peaks.

[1] J. M. Soler et al. J. Phys.: Condens. Matter 14, 2745 (2002)

[2] T. Frederiksen et al. Phys. Rev. B 75, 205413 (2007)

0 62.9 Wed 17:30 H24
An efficient real-time time-dependent density functional the-
ory method and its applications — eZu1 Wanc!, SHU-SHEN Li2,
and Lin-WanG WanG3 — lInstitut fiir Physikalische Chemie, Uni-
Hamburg, Hamburg, Germany — 2Institute of Semiconductors, Chi-
nese Academy of Sciences, Beijing, China — 3Lawrence Berkeley Na-
tional Laboratory, Berkeley, United States

‘We have developed an efficient real-time time-dependent density func-
tional theory (TDDFT) method that can increase the effective time
step from <1 as in traditional methods to 0.1 fs. With this al-
gorithm, the TDDFT simulation can have comparable speed to the
Born-Oppenheimer (BO) ab initio molecular dynamics (MD). The ap-
plication of the method will be illustrated for several non-equilibrium
systems, e.g., energetic particle colliding onto a TMDC monolayer, and
ultrafast charge seperations in photovoltaic systems.

0O 62.10 Wed 17:45 H24
Nonadiabatic geometric phase of a pseudorotating triatomic
molecule — eRyaN ReqQuisT and EBERHARD K. U. Gross — Max
Planck Institute of Microstructure Physics, Halle (Saale), Germany

The geometric phase of a real-valued Born-Oppenheimer electronic
wavefunction is a topological quantity depending on the winding num-
ber of the path around a conical intersection of the adiabatic potential
energy surfaces in nuclear coordinate space. We report the calculation
of a nonadiabatic molecular geometric phase that takes the full quan-
tum mechanical motion of the nuclei into account through the exact
factorization scheme [1]. Nonadiabatic contributions “smear out” the
point-like adiabatic Berry curvature, changing the topological invari-
ant into a genuine path-dependent geometric phase [2].

[1] S. K. Min, A. Abedi, K. S. Kim and E. K. U. Gross, Phys.
Rev. Lett. 113, 263004 (2014). [2] R. Requist and E. K. U. Gross,
arxiv:1506.09193.

0O 62.11 Wed 18:00 H24
Theoretical investigations of magnetically doped topologi-
cal insulators — eJaNn MiNaARY2, JurGEN Braun!, and HUBERT
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EBERT! 1LMU Miinchen, Germany — 2University of West Bo-

hemia, Plzen, Czech Rep.

Band gap opening of topological surface states due to magnetic dop-
ing are the subject of a long standing discussion. However, in spite
of the progress made during the last years in this field there are still
phenomena that are poorly understood and many open issues to be ad-
dressed. In several cases, like for example Mn doped BizSez band gap
opening does not seem to be of magnetic origin. Here we will present
several examples detailed theoretical studies on various bulk as well as
surface doped topological insulators by means of the SPR-KKR band
structure method. Our results will be discussed in a direct comparison
with the corresponding ARPES [1] as well as XAS and XMCD |[2,3]
experimental data.

[1] J. Sanchez-Barriga et al., Nat. Communications, submitted
(2015) [2] A. Ney et al., in preparation [3] J. Honolka et al., in prepa-
ration

0 62.12 Wed 18:15 H24
Trions in a carbon nanotube from ab-initio many-body per-
turbation theory — e THORSTEN DEILMANN, MATTHIAS DRUPPEL,
and MicHAEL ROHLFING — Institut fiir Festkorpertheorie, Universitét
Miinster, Germany

Trion states of three correlated particles (e.g. two electrons and one
hole) show up in the optical spectra of doped or gated nanostructures,
like carbon nanotubes or transition-metal dichalcogenides.

We demonstrate that trions can be described within ab-initio many-
body perturbation theory, as a natural extension of the widely used
GW method and Bethe-Salpeter equation. This allows for a direct
comparison with excitons on equal footing.

We investigate trion states in a semiconducting (8, 0) carbon nanotube,
and discuss their spectra, composition, and wave functions. Lumines-
cence from the trions is red-shifted by ~ 135meV compared to the
excitons.

O 63: Scanning Probe Microscopy and Spin Phenomena

Time: Wednesday 15:00-17:00

Invited Talk O 63.1 Wed 15:00 H4
Spin-orbit coupling, magnetic perturbations, and compet-
ing trends in topological insulators eMaTTHIAS BODE
— Physikalisches Institut, Experimentelle Physik II, Universitat
Wiirzburg, Am Hubland, D-97074 Wiirzburg, Germany

Topological insulators (TIs) interacting with magnetic perturbations
lead to several unconventional effects, usually described within the
framework of gapping the Dirac quasiparticles due to broken time-
reversal symmetry [1,2]. While the quantum anomalous Hall effect
confirmes the presence of ferromagnetically gapped Dirac states, the
overwhelming majority of photoemission and tunneling data demon-
strate the presence of a finite density of states at the Dirac point even
once the system becomes magnetic. We present a series of experiments
which, by mapping the response of TIs to different magnetic impurities
down to the atomic level, provide a detailed microscopic picture and
thereby solve these contradictory observations in both surface- and
bulk-doped samples. We provide evidence of highly anisotropic Dirac
fermion-meditated magnetic interactions that lead to quantum coher-
ent states propagating over mesoscopic distances. We also show that
magnetic order and gapless states can coexist due to the emergence of
a two-fluid behavior where the competition in between opposite trends,
i.e. gap-opening vs. gap-closing, is ultimately linked to the localized
vs. delocalized nature of the perturbations-induced quasiparticles.
[1] P. Sessi et al., Phys. Rev. B 88, 161407 (2013).
[2] P. Sessi et al., Nature Comm. 5, 5349 (2014).

Invited Talk O 63.2 Wed 15:30 H4
Conductance and shot noise spectroscopy of single magne-
tic atoms and molecules — eALEXANDER WEISMANN — Insti-
tut fiir Experimentelle und Angewandte Physik, Christian-Albrechts-
Universitat zu Kiel, D-24098 Kiel

The scanning tunneling microscope allows to build and study nano-
structures at a single atom level. It can be further used to explore
the ballistic electron transport regime by bringing the tip into contact
with single atoms and molecules in a well-defined way. The measure-
ment of quantum shot noise in nanoscopic contacts provides additional
information on the underlying conduction processes and reveals a spin
polarization of the current by single Fe and Co atoms between two gold
electrodes. The impact of spin-orbit coupling on electron transport is
demonstrated using single Ir atoms on a ferromagnetic substrate, whe-
re large changes of the anisotropic magnetoresistance occur between
the tunneling and the contact regime. On retinoic acid, a closed-shell
organic bio-molecules comprising only C, H and O atoms, the STM
can be used to reversibly switch the spin state, which is attributed to
the conversion into a radical cation.

Invited Talk 0 63.3 Wed 16:00 H4
Manipulating spins in single molecules on a superconductor
— eBeNJAMIN W. HEINRICH — Freie Universitdat Berlin, Fachbereich
Physik, Berlin

The dominant relaxation mechanism for excited spin states on a metal
is the exchange of energy and angular momentum with conduction
electrons, which results in the creation of electron-hole pairs. A com-
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mune strategy to increase the spin lifetime consists in reducing the
exchange scattering by the introduction of a thin insulating layer be-
tween adsorbate and substrate. We propose an alternative route to
stabilize excited spin states, which is based on combining a metal-
organic complex with a type I superconductor. The organic ligand
decreases the exchange scattering with the superconducting quasipar-
ticles sufficiently to avoid screening. In turn, the superconducting gap
prohibits the energy transfer to electron-hole pairs when the excitation
energy is smaller than the gap. This increases the excitation lifetime
for Fe-octaethylporphyrin-chloride to 10 ns when adsorbed on a super-
conducting lead substrate, which is orders of magnitude longer than
when adsorbed on a metal.

Our strategy will enable even longer lifetimes, perhaps sufficiently
long to enable coherent spin manipulation, for systems with a well-
chosen anisotropy barrier. It turns out that metal-organic complexes
might be suited to achieve this goal. They provide structural flexibility
such that the ligand field can be reversibly modified by local potentials,
e.g., the tip of the STM, which then modifies the magnetic anisotropy.
Fine-tuning of the anisotropy appears to be within reach.

O 63.4 Wed 16:30 H4
Voltage-dependent rotational motion of Phthalocyanine
molecules — e ANDREAS KRONLEIN, JENS KUGEL, PaoLo Skssi, and
MatTHIAS BODE — Physikalisches Institut, Experimentelle Physik II,
Universitdt Wiirzburg, 97074 Wiirzburg, Germany

Single particle manipulation offers unique possibilities to tune the elec-
tronic properties of molecular and atomic assemblies and thereby opens
new pathways for future electronic devices. Therefore, the understand-
ing of the underlying physical mechanisms is of significant importance.
We have performed STM /STS measurements of single transition metal
phthalocyanine (TMPcs) molecules adsorbed on van der Waals sur-
faces. We find a voltage-dependent rotational movement threshold
which coincidence with the energy of the lowest unoccupied molecu-
lar orbital (LUMO) [1] of the investigated molecules as determined by
STS. Spatially resolved measurements reveal a good match between
the spatial distribution of the rotational frequency and the LUMO
conductance, indicating its strong involvement. We speculate that the
rotational motion is, like in other molecules [2,3], a consequence of vi-
brational modes excited by the relaxation of electrons tunneling into
the LUMO. Besides the acquisition of information correlated to the
manipulation of TMPc on van der Waals surfaces this technique pro-
vides an additional approach for energetically and spatially mapping
the LUMO of rotationally unstable systems.

[1] A. Nickel et al., ACS Nano 7, 191 (2013).

[2] A. J. Mayne et al., Chem. Rev. 106, 4355 (2006).

[3] B. C. Stipe et al., Phys. Rev. Lett. 81, 1263 (1998).

0 63.5 Wed 16:45 H4
DFT Simulation of AFM-images of Fe, Cu and Si adatoms
on Cu(111l): different tip models — eSviTLANA PoLESvAl,
SERGIY MANKOVskyy!, HUBERT EBERT!, and FrRaNz GIESSIBL? —
1Universitdat Miinchen, Department Chemie, Butenandtstr. 5-13, D-
81377 Miinchen, Germany — 2Institut fiir Experimentelle Phzsik,
Univ. Regensburg, Germany
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Atomic Force Microscopy (AFM) images for Fe, Cu and Si adatoms in
there equilibrium positions on Cu(111) surface have been simulated on
the basis of Density Functional Theory (DFT). We focus in the present
work on the effect of different types of tips on the AFM image. For
that reason, the forces experienced by the tip have been calculated for
three tip models: single H atom, CO molecule and Cuy cluster. The
calculated forces for the CO molecule tip fully reproduce the exper-

imentally observed distance dependence of the force profile for a Cu
adatom. Also the three fold symmetry of the lateral AFM-image for
a Fe adatom, in contrast to a Cu adatom, can be explained using the
results of the calculations. The nature of the repulsive forces at large
lateral distances from the adatom position (~ 200-250 pm) is discussed
on the basis of the electron density redistribution in the tip-adatom
region.

O 64: Oxides and Interfaces: Adsorption Il

Time: Wednesday 15:00-17:30

O 64.1 Wed 15:00 H6
Ab initio wave-function-based methods for highly accurate
description of adsorption — eDrnis Usvyar — Institut fiir
Physikalische und Theoretische Chemie, Universtat Regensburg, 93040
Regensburg, Deutschland

The wave-function-based hierarchy of electronic structure models rep-
resents a convergent theory in a sense that it systematically approaches
the exact solution within the Born-Oppenheimer approximation. Con-
ventionally these models are computationally quite intensive and for
decades were hardly applicable to extended systems. We show that by
employing local approximations for the electronic correlations it be-
comes possible to overcome the issues of the computational complexity
and treat periodic systems at a very high ab initio level. Furthermore,
a combined periodic/finite-cluster approach allows one even to reach
accuracy that surpasses the experimental one.

Physisorption on surfaces is one of the fields, where this technique
is especially powerful. Indeed, the small energy scale and shallow-
ness of the potential energy surfaces set high demands on the accu-
racy. On several examples we demonstrate that progressive elimina-
tion of various sources of errors, which is possible within the hierar-
chical wave-function-based treatment, leads to a sub-kJ/mol (or meV)
accuracy in the interaction energies for small molecules adsorbed on
non-conducting surfaces. Due to the unbiased character of this ap-
proach, it can be used to resolve experimental controversies, which are
common in studies of physisorption.

O 64.2 Wed 15:15 H6
Effects of Flexibility and Entropy on the Adsorption and
Growth of Functional Molecules — eDavip Gaol, JuLian
GABERLE', MarTHEW WATKINSZ, FiLippo FEDERICI CaANova3,
CHRISTIAN LoppacHER?, LAURENT Nonv?, AN1a AMRous?, FRaANCK
BocqueTr?*, Franck Para*, and ALEXANDER SHLUGER'®
LUniversity College London, London, UK — 2University of Lincoln,
Lincoln, UK — 3Aalto University, Espoo, Finland — %Aix-Marseille
University CNRS, Marseille, France — >WPI-AIMR Tohoku Univer-

sity, Sendai, Japan

In this work we combined noncontact atomic force microscopy
(NCAFM) experiments and theoretical calculations to study the ef-
fects of molecular flexibility on the adsorption and self-assembly of
organic molecules on KC1(001).

Rigid 1,3,5-tri-(4-cyano-4,4 biphenyl)-benzene (TCB) and flexible
1,4-bis(cyanophenyl)-2,5-bis(decyloxy)benzene (CDB) molecules were
synthesized, deposited onto a KCI (110) surface, and imaged using
NCAFM. Both molecules were observed to form ordered monolayer
structures at room temperature. However, the dewetting properties
and growth modes of these two molecules were qualitatively different.
We performed density functional theory (DFT) and classical molecular
dynamics (MD) calculations to consider both enthalpic and entropic
contributions to adsorption energy. Our results show that entropic ef-
fects are significant for flexible molecules (such as CDB) and can have
a pronounced effect on the mechanisms of self-assembly and structural
stability.

O 64.3 Wed 15:30 H6
Copper deposition on stoichiometric and reduced ceria films
— oBoris Gross and NikLas NiLius — Carl-von-Ossietzky Univer-
sitdt Oldenburg, Institut fir Physik, D-26111 Oldenburg, Germany

Nearly stoichiometric and oxygen-deficient CeOz_5(111) films, grown
on Ru(0001), have been titrated with Cu nanoparticles in order to
explore the interaction of noble metals with reducible oxides. In con-
trast to Ag and Au that preferentially bind along oxide step edges, Cu
randomly nucleates even on mildly reduced ceria, as revealed from low-
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temperature STM measurements. The observed nucleation behavior
indicates a considerable Cu interaction with O vacancies in the sur-
face. Moreover, a distinct bimodal size distribution is revealed for the
Cu particles, with the mean size substantially varying on adjacent and
even on single oxide terraces. As recorded particle sizes display a strong
dependence on the STM bias voltage used for imaging, an electronic
origin for the bimodal size distribution is anticipated. We discuss self-
limiting Cu growth as a result of charge-transfer from underlying Ce3+
ions as well as a variable O vacancy concentration in differently thick
ceria patches as possible reasons for the observed effect.

O 64.4 Wed 15:45 H6
Exploring Pd adsorption, diffusion, permeation, and nucle-
ation on bilayer SiO2/Ru as a function of hydroxylation
and precursor environment; from UHV to catalyst prepara-
tion — Sascua Pomph2, WiLniam Kapen?, eMARTIN STERRERDZ,
and Hans-JoacHim FrREUND? — !nstitute of Physics, University of
Graz, Graz, Austria — 2Department of Chemical Physics, Fritz-Haber-
Institut der Max-Planck-Gesellschaft, Berlin, Germany

The hydroxylation-dependent permeability of bilayer SiO2 supported
on Ru(0001) was investigated by XPS and TDS studies. For this, the
thermal behavior of Pd evaporated at 100 K, which results in surface
and sub-surface binding arrangements, was examined relative to the
extent of pre-hydroxylation. Samples containing only defect-mediated
hydroxyls showed no effect on Pd diffusion through the film. If, instead,
the concentration of strongly bound hydroxyl groups and associated
weakly bound water molecules was enriched by an electron-assisted
hydroxylation procedure, the probability for Pd diffusion through the
film is decreased via pore-blocking. Above room temperature, all sam-
ples showed similar behavior, reflective of particle nucleation above the
film. When depositing Pd onto the same SiO2/Ru model-support via
adsorption of [Pd(NH3)4|Cls from alkaline (pH 12) precursor solution,
we observe notably different adsorption and nucleation mechanisms.
The Pd adsorption complexes follow established decomposition path-
ways to produce model-catalyst systems compatible with those created
exclusively within UHV despite lacking the ability to penetrate the film
due to the increased size of the initial Pd precursor groups.

O 64.5 Wed 16:00 H6
Single Rh adatoms at the Fe304(001) surface and their inter-
action with gas molecules — eRorLAND BLIEM, ADAM ZAVODNY,
MicHAEL ScHMID, PETER BLaHA, ULRIKE DiEBoLD, and GARETH
STEVEN PARKINSON — TU Wien, Vienna, Austria

Single-atom catalysis is a hot topic in catalysis research, aiming for
high activity at optimum efficiency in the usage of precious metals.
Understanding the reaction mechanisms in this emerging field requires
atomic-scale information about the interaction of single metal adatoms
with gas molecules. The Fe304(001) surface is an ideal model system
to study adatom-gas interactions as well as a promising support mate-
rial for single-atom catalysis, because its (\/ix \/§)R45° reconstruction
[1] provides strong adsorption sites stabilizing single metal adatoms up
to temperatures as high as 700K [2,3].

Here, we present a room-temperature study of Rh adatoms and their
interaction with Oz, NO, CO, and H2O using scanning tunnelling mi-
croscopy (STM) and density functional theory (DFT+U). Rh adatoms
interact with each gas in a different way: Og adsorbs strongly, causing
adatom mobility and sintering. NO adsorption also leads to mobil-
ity but hardly any clustering is observed. In contrast, CO adsorption
does not induce mobility but poisons the activity for O2 adsorption.
Furthermore, Rh adatoms facilitate water splitting. DFT calculations
yield bond strengths of Oz and CO and metal-adsorbate bond lengths.

[1] Bliem et al. Science 346, 1215-1218 (2014).

[2] Novotny et al. Phys. Rev. Lett. 108, 216103 (2012).
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[3] Bliem et al. ACS Nano 8, 7531-7537 (2014).

O 64.6 Wed 16:15 H6
N20O to N3 conversion on reduced ceria surface: NEXAFS
and IRRAS studies — e ALEXEI NEFEDOV, CHENGWU YANG, and
Curistor WoLL — Karlsruhe Institute of Technology, Karlsruhe, Ger-
many

Ceria, one of the most reducible metal oxides, has proven to be a highly
active catalyst for NO; reduction to Ng. To monitor this conversion
the NEXAFS and IRRA spectroscopies have been applied in a time-
resolved fashion. The stoichiometric CeOg single crystals and powders
were annealed at elevated temperatures in vacuum to create surface
oxygen vacancies. NoO exposure was achieved by backfilling up to
10 9 mbar at sample temperatures typically below 120 K. The NEX-
AF'S measurements were carried out at the synchrotron facility BESSY
IT and for IRRAS experiments we used a novel UHV-IR spectrometer.
In the NEXAFS spectra, two intense resonances (401.2 eV and 404.8
eV) with equal intensities are observed. These resonances decrease in
parallel over time and this decrease is explained by conversion of NoO
to Ny over reduced CeOs. IRRAS data confirm NEXAF'S results. Af-
ter NoO adsorption only one band at 2250 cm ! is observed, which can
be described as a nitrogen-nitrogen asymmetric stretching vibration.
After the temperature increase as well as after the UV irradiation the
band intensity goes down. Comparison of grazing emission XP spectra
before and after NoO treatment indicates NoO donated oxygen atom
to the oxygen vacancy and re-oxidized the reduced CeOs.

O 64.7 Wed 16:30 H6
CO2 and Water Adsorption on the Fe304(001) Surface —
eJir1 PavELEC, JAN Hurva, RoLanD Briem, Oscar GAMBA, DANIEL
HawwiprL, MARTIN SETVIN, MICHAEL ScHMID, ULRIKE DIEBOLD, and
GARETH PARrRKINSON — TU Wien, Vienna, Austria

The recently solved Fe304(001) surface [1] is an exciting model sys-
tem to investigate catalysis by supported single atoms [2] and sub-nano
clusters [3]. However, understanding the interaction of the clean sur-
face with the relevant molecules is an essential prerequisite to studying
such composite systems.

Here we report a study of water and CO2 adsorption using a new
multi-technique vacuum system constructed at the TU Wien that
combines molecular beam methods, UPS, XPS and TPD. Together
with STM results these data are used to characterize the state of the
molecules over a broad temperature range (50K - 600K).

COg is physisorbed up to 115K, and desorbs with first-order kinetics
from regular lattice sites. A small peak at 125K provides a quantitative
measure of the surface defect concentration.

Water adsorbs molecularly at 100K, and most of the molecules in
the first monolayer desorb in four peaks up to 250 K. Isotopic labelling
suggest that the two smaller peaks at 320K and 520K are related to
defects, the latter involving exchange of O with the surface.

[1] R. Bliem et al., Science 2014, doi:10.1126 /science.1260556
[2] Parkinson et al., Nature Materials 2013, doi:10.1038 /nmat3667

[3] R. Bliem et al., Angewandte Chemie 2015, doi:10.1002/anie.201507368

O 64.8 Wed 16:45 H6

On-surface generation and imaging of reactive intermedi-
ates by atomic force microscopy — eNiko Pavricek!, BrRuno
ScHULER!, SarRa CorLazos?, NikoLAaJ MoLL!, DoLores PEREZZ,
ENRrIQUE GuiTiAN?, GERHARD MEYER!, DiEco PENA?, and Lko
Gross! — 'IBM Research—Zurich, 8803 Riischlikon, Switzerland —
2CIQUS and Departamento de Quimica Organica, Universidade de

Santiago de Compostela, Santiago de Compostela 15782, Spain

Atomic force microscopy with functionalized tips allows imaging of the
chemical structure of surface-adsorbed molecules [1].

Recently, we applied this method to investigate arynes, a class of
reactive intermediates, which are involved in many chemical transfor-
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mations [2]. Usually, their characterization is a great challenge because
of short lifetimes and high reactivities. Here, we demonstrate the gen-
eration and characterization of individual polycyclic aryne molecules
on an ultrathin insulating film by means of combined low-temperature
scanning tunneling and atomic force microscopy. We also show that
the aryne reactivity is preserved at cryogenic temperatures.

[1] L. Gross, F. Mohn, N. Moll, P. Liljeroth, and G. Meyer, Science
325, 1110 (2009).

[2] N. Pavli¢ek, B. Schuler, S. Collazos, N. Moll, D. Pérez, E. Guitian,
G. Meyer, D. Pena, and L. Gross, Nature Chem. 7, 623 (2015).

0 64.9 Wed 17:00 H6
CO adsorption on small Au,, (n = 1-4) structures supported
on magnetite (111) surface — eTomasz Pabisiak!, Macigs J.
Winiarski!?, and Apam Kiesnal — lnstitute of Experimental
Physics, University of Wroctaw, Wroclaw, Poland — Z2Institute of
Low Temperature and Structure Research, Polish Academy of Sciences,
‘Wroctaw, Poland

The adsorption of CO on Au,, nanostructures (n = 1-4) formed on the
Fe-terminated (111) surface of magnetite (Fe3O4) was studied using
density functional theory in the generalized gradient approximation of
Perdew-Burke-Ernzerhof form with Hubbard correction U, accounting
for strong electron correlations. The structural, energetic, and elec-
tronic properties were examined for two classes of configurations of
the adsorbed Au, structures. The flattened ones of bilayer-like struc-
ture, were found energetically more favored than vertical ones. For
both classes of structures the adsorption binding energy increases with
the number of Au atoms in a gold structure. A detailed analysis of
the bonding charge and of the electron charge rearrangements at the
Au,, /oxide contacts is presented. It is found that the CO adsorption
binding to the Fe304(111) supported Auy, is up to twice as strong as to
the bare magnetite surface. Analysis of charges on the atoms showed
that in each case CO binds to the most positively charged (cationic)
atom of the Au,, structure. Changes in the electronic structure of the
Au,, species and of the oxide support are discussed.

This work was supported by the National Science Center (NCN),
Poland, Grant No.2012/07/B/ST3/03009.

0 64.10 Wed 17:15 H6
The interaction of Li with thin layers of the ionic liquid
[BMP||TFSA] adsorbed on rutile TiO2(110) and their ther-
mal stability — eBeNEDIKT UHLY'2, MarRAL HEkMATFAR!2, FLO-
riaN Buonner!2) and R. JorceEN Beum!2 — 1Ulm University, In-
stitute of Surface Chemistry and Catalysis, D-89069 Ulm, Germany
— 2Helmholtz-Institute Ulm (HIU) Electrochemical Energy Storage,
D-89081 Ulm, Germany

Due to their low flammability the use of ionic liquids (IL) as component
in Li ion battery electrolytes is one possibility for the development of
safer battery systems. To gain a better understanding of the funda-
mental molecular processes at the electrode|electrolyte interface, the
interaction of Li with thin layers of n-butyl-n-methylpyrrolidinium-
bis(trifluoromethylsulfonyl)imide [BMP|[TFSA] on rutile TiO2(110)
was investigated by X-ray photoelectron spectroscopy (XPS) and scan-
ning tunneling microscopy (STM) under UHV conditions. Even at
80 K, deposition of Li, either before or after [BMP]|[TFSA| deposi-
tion, leads to a reaction of Li with the TiOo substrate, forming Ti3+
species in the near surface region. Also the [BMP][TFSA]| adlayers are
partly decomposed in both cases, in the first case by reaction with the
formed Ti%t species, in the second case by direct reaction with ad-
sorbed Li atoms. The decomposition products of [BMP][TFSA| agree
with decomposition mechanisms calculated previously in literature.!
The thermal stability of the resulting layers is monitored up to 630 K
until complete decomposition of the adlayers. M. C. Kroon, Green
Chem. 2006, 8, 3, 241; Thermochim.Acta 2007, 465, 1, 40.

O 65: Organic Photovoltaics and Electronics

Time: Wednesday 14:45-18:30

Invited Talk O 65.1 Wed 14:45 H2

Ultrafast excitonic and charge transfer dynamics in nano-

structured organic polymer materials — eIRENE BURGHARDT!,

RoseERT BINDER!, MaTTHIAS POLKEHN!, and HirovUkr TAMURAZ
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— nstitute for Physical and Theoretical Chemistry, Goethe Univer-
sity Frankfurt, Germany — 2WPI-Advanced Institute for Material Re-
search, Tohoku University, Japan

‘We present first-principles quantum dynamical studies of ultrafast pho-
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toinduced exciton migration and dissociation in functional organic ma-
terials, in view of understanding the key microscopic factors that lead
to efficient charge generation in photovoltaics applications. The talk
will specifically address (i) exciton dissociation and free-carrier gener-
ation in donor-acceptor materials, including models for PSHT-PCBM
heterojunctions [1] as well as highly ordered thiophene-perylene di-
imide assemblies [2], (ii) exciton migration [3] and formation of charge-
transfer excitons in oligothiophene H-aggregates, and (iii) exciton mul-
tiplication by singlet fission in acene materials [4]. Special emphasis is
placed on the critical role of exciton and charge delocalization which
are a sensitive function of molecular packing.

[1] H. Tamura, I. Burghardt, J. Am. Chem. Soc. 135, 16364 (2013),
M. Huix-Rotllant, H. Tamura, I. Burghardt, J. Phys. Chem. Lett. 6,
1702 (2015). [2] T. Roland et al., Phys. Chem. Chem. Phys. 14,
273 (2012), J. Wenzel, A. Dreuw, I. Burghardt, Phys. Chem. Chem.
Phys. 15, 11704 (2013). [3] J. Wahl, R. Binder, I. Burghardt, Com-
put. Theor. Chem. 1040, 167 (2014). [4] H. Tamura et al., Phys. Rev.
Lett. 115, 107401 (2015).

O 65.2 Wed 15:15 H2
Non-Equilibrium Charge Carrier Dynamics in Organic Dis-
ordered Semiconductors — eANDREAS HorackeEr!, JAN OLIVER
OELERICHZ, ALEXEY NENASHEV®, FLORIAN GEBHARDZ, and SERGEI
Baranovski? — lInstitute of Applied Photophysics, Dresden Uni-
versity of Technology, D-01069 Dresden — 2Department of Physics
and Materials Science Center, Philipps-University, D-35032 Marburg
— 3Institute of Semiconductor Physics, 630090 Novosibirsk, Russia

Time-dependent processes in organic semiconductors dominated by
non-equilibrium physics are subject of current debate in the scientific
community. The understanding of these processes promises fundamen-
tal insights into transport and recombination dynamics of charge car-
riers in organic semiconductor devices such as organic solar cells, and
can therefore reveal possibilities for further efficiency enhancement.
Based on an analytical model developed for inorganic disordered
semiconductors by Orenstein and Kastner in 1981, we formulate a
description of carrier thermalization and recombination in organic dis-
ordered semiconductors. For this purpose we extend the very trans-
parent approach of Orenstein and Kastner to enable the description of
low recombination rates and applicability of the approach to arbitrary
density of tail states (DOS) functions. We predict that the behavior
of systems with a Gaussian DOS, which organic semiconductors are
commonly believed to be, is distinctively different from systems with
an exponential DOS. This fact could be used to experimentally distin-
guish whether a given sample possesses an exponential or a Gaussian
DOS by performing a time-dependent carrier density measurement.

0 65.3 Wed 15:30 H2
Mbobility-limited recombination models for organic solar cells
— o ALEXANDER WAGENPFAHL and CARSTEN DEIBEL — Institut fiir
Physik, Technische Universitdt Chemnitz, 09126 Chemnitz, Germany

Recent results of kinetic Monte Carlo simulations indicate that re-
combination of charge carriers in organic semiconductor blends show
a strong dependence on the domain size of neat material phases [1].
Consequently, the Langevin recombination model does not generally
apply and has to be modified by the geometric mean of the charge
carrier mobilities. Here, we present drift—diffusion simulations to re-
veal the influence of such a recombination model in comparison to the
Langevin theory. We discuss differences in the quality of the solar
cell current—voltage characteristics and distinguish the different pro-
cesses which lead to a reduction of the observed recombination rate [2].

[1] Phys. Rev. Lett. 114, 136602 (2015)
[2] Phys. Rev. B 80, 075203 (2009)

O 65.4 Wed 15:45 H2
Energy-Gap Law of Non-Radiative Voltage Losses in Organic
Solar Cells — eJonannes BENDUHN!, KRISTOFER TVINGSTEDTZ,
FoRrTUNATO PIERSIMONI®, OLAF ZEIKA!, DoNaTO SpoLTORE!, DI-
ETER NEHER3, and KoEN VANDEwAL! — IAPP, TU Dresden, Ger-
many — 2EP VI, Julius-Maximillian University of Wiirzburg, Ger-
many — 3IPA, University of Potsdam, Germany

The open-circuit voltage of organic solar cells is low as compared to
their optical gap, indicating large energy losses per absorbed photon.
These losses arise from the necessity of an electron transfer from an
electron donor to an electron acceptor to dissociate the excitons, and
furthermore from the recombination of the resulting free charge car-
riers. It has been shown that the energy loss in the electron transfer
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event can be below 0.1eV, while radiative recombination losses are in
principle unavoidable.

In this work, we investigate the remaining voltage losses due to non-
radiative decay of charge carriers. We find that the non-radiative volt-
age losses increase when the energy difference between charge transfer
(CT) state and ground state decreases. This behaviour is consistent
with the "energy gap law for non-radiative transitions", which implies
that internal conversion from CT state to ground state is facilitated
by molecular vibrations. With this work, we identify a possibly intrin-
sic loss mechanism, which until now has not been thoroughly consid-
ered for organic photovoltaics, and which is different in its very nature
as compared to the commonly considered inorganic photovoltaic loss
mechanisms of defect, surface, and Auger recombination.

O 65.5 Wed 16:00 H2
Development of a photocapacitor based on printed so-
lar cells and supercapacitors — eKATRIN ANNESER!, LUKAS
HorLIN2, STEPHAN BRAXMEIER', ANDREAsS Baumann!, GUDRUN
REIcHENAUER!, and Viapmir Dvakonov!?2 — 1Bavarian Center
for Applied Energy Research (ZAE Bayern), 97074 Wiirzburg —
2Experimental Physics VI, Julius Maximilian University of Wiirzburg,

97074 Wiirzburg

The main drawbacks of renewable energy sources such as wind and
solar energy are unpredictable power fluctuations presenting a major
challenge to stability and efficiency of the grid. With increasing frac-
tion of these intermittent energy sources it is necessary to smooth the
power before feeding it into the grid without just cutting off the fluc-
tuations. We are following the few previous research activities aiming
at combining a fast energy storage device, a supercapacitor, and a
solar cell. Rather than developing a modular system our objective
is an integrated layered system provided by printing the components
from solution processed precursors. Those combined cells will provide
a more constant power output compared to stand-alone photovoltaic
systems and thus allow feeding into storage units with far slower ki-
netics (e.g. batteries) or the grid. We present the concept and the
related boundary conditions and problems to be solved. Furthermore,
we show experimental data from solar cells measured at a high fre-
quency (every second) and derive the basic requirements in terms of
power and energy density required for the storage unit per m? of the
integrated system from these data.

O 65.6 Wed 16:15 H2
Passivation and modification of silicon nanowires towards hy-
brid solar cells — eJessica Hiniscu!, Carora Krivm!, MAaRc
A. GLuBa!, KarsTEN HiNricHs?, IVER LAUERMANN®, WOLFRAM
CaLveT3, NorBerT H. NickeL!, and Jora Rappicu! — 1Helmholtz-
Zentrum Berlin fiir Materialien und Energie GmbH, Institut fiir
Silizium-Photovoltaik, Berlin, Germany — 2ISAS e.V. - Leibniz-
Institut fiir Analytische Wissenschaften, Berlin, Germany — 3BESSY,
Berlin, Germany

Hybrid solar cells combine inorganic and organic materials to benefit
from both areas, particularly in terms of production costs and material
consumption. The inorganic-organic interface needs to be well passi-
vated, especially if nanowires with a high surface area are implemented
to enhance light absorption. The silicon nanowires were prepared by
metal assisted chemical etching (MACE). The etching procedure leads
to surface damaging and thereby generates surface defects. These de-
fects reside in the band gap and act as recombination centers. As a
consequence, the amount of collected charge carriers is reduced and
therefore, the power conversion efficiency decreases. We applied elec-
tropolishing procedures to the silicon surface to minimize the amount
of surface defects. Changes in the density of surface defects were di-
rectly monitored by in-situ photoluminescence measurements. To pre-
serve the improved surface passivation obtained after the electropolish-
ing process we used (electro-)chemical grafting of small molecules and
investigated the surfaces by infrared spectroscopy, x-ray photoelectron
spectroscopy and photoluminescence measurements.

30 min. Coffee Break

0O 65.7 Wed 17:00 H2
Vertical Organic Field-Effect Transistors - Functional Prin-
ciples and Applications — eALRUN ALINE GUNTHER!, MICHAEL
Sawatzkil, CHristorH HossBacH?, PETR FORMANEK®, DANIEL
Kasemann®4, Jonannes WipmeRr!, Jouann W. Barrua?, and
KarL Leo!® — lInstitut fiir Angewandte Photophysik, TU Dresden,
Germany — 2Institut fiir Halbleiter- und Mikrosystemtechnik, TU
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Dresden, Germany — 3Leibniz-Institut fiir Polymerforschung Dresden
e.V., Germany — “currently: CreaPhys GmbH, Dresden, Germany
— S5Fellow of the Canadian Institute for Advanced Research, Toronto
(ON), Canada

Vertical organic field-effect transistors (VOFETS) are a means to over-
come the limitations of conventional organic field-effect transistors
(OFETs). At present however, they often suffer from two major draw-
backs: performance limitation by contact effects and limitation to cer-
tain materials and processing techniques, making a controlled shift of
parameters such as the transistor threshold voltage difficult. Here, we
present p- and n-type VOFETSs operating in the accumulation and in-
version regimes. By introducing contact doping, we are able to increase
the transconductance and On/Off ratio of VOFETSs by an order of mag-
nitude. We further show that the realisation of inversion VOFETs is
possible and can shift the threshold voltage in a controlled manner,
while reducing the Off state current of VOFETs through reduction of
the source-drain leakage current.

O 65.8 Wed 17:15 H2
Vertical Organic Light Emitting Transistors for Investigation
of Charge Transport in VOFETs — eFrANZ MICHAEL SAWATZKI!,
ALRUN GUNTHER!, Duysal Doan2, CHrisToPH HossBacH®, PETR
ForMANEK?, DaNIEL KasemaN'5, JonaNNEs WIDMER!, THoOMAS
Koprucki?, and KarL Lro'® — lInstitut fiir Angewandte Pho-
tophysik, Technische Universitit Dresden, Germany — 2Weierstrafi-
Institut fiir Angewandte Analysis und Stochastik, Leibniz-Institut im
Forschungsverbund Berlin e. V., Germany — 3Institut fiir Halbleiter-
und Mikrosystemtechnik, Technische Universitdt Dresden, Germany
— 4Leibniz-Institut fiir Polymerforschung Dresden e.V., Germany —
Scurrently: CreaPhys GmbH, 01257 Dresden, Germany — SFellow of
the Canadian Institute for Advanced Research (CIFAR), Toronto, On-
tario M5G 178, Canada

The vertical organic field effect transistor (VOFET) offers many tech-
nological advantages due to its very short geometric channel length.
However, in contrast to the standard lateral organic field effect tran-
sistor (OFET), the basic physics and working principles are not yet
well known. Here, we compare results regarding the charge transport
obtained from simulations with measured charge carrier density dis-
tributions. The latter ones are obtained from the light emission of
vertical organic light emitting transistors (VOLETSs). These devices
are a combination of an organic light emitting diode (OLED) and a
VOFET, which allow to locally resolve the current path. We show
the dependence of the channel size and geometry on the gate-source
voltage, the drain-source voltage, and the source geometry.

0 65.9 Wed 17:30 H2
Ultra-High Current Densities in Organic Transistors —
eMAaRKUS P. KLINGER, AXEL FIscHER, FELIXx KASCHURA, DANIEL
KaseEMANN, JoHANNES WIDMER, and KARL LEo — Institut fiir Ange-
wandte Photophysik, Technische Universitdt Dresden, George-Bahr
Str. 1, 01069 Dresden

Organic transistors are considered for flat panel or flexible displays,
radio identification systems, and sensor arrays. Much effort has been
spent to optimize the charge carrier mobility and to reduce the chan-
nel length of organic field-effect transistors (OFETs). Likewise, new
device concepts have been introduced based on charge transport per-
pendicular to the substrate utilized in so-called vertical organic tran-
sistors. One representative is the high-performing organic permeable-
base transistor (OPBT) [1,2]. Here, we show that this device is deter-
mined by space-charge limited current (SCLC) in the on-state. Thus,
OPBTs can drive as much current as possible for a certain thickness of
semiconducting material. Using Cgo with a low charge carrier mobility
of about 0.025cm? V~1s~1! in the vertical direction, current densities
of more than 600 Acm™! are reached at voltages below 6 V. This per-
formance can be achieved as the total thickness of the device is in the
range of 100 nm. With that, OPBTs can easily outperform OFETs in
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terms of current per footprint area.
[1] M. P. Klinger et al., Adv. Mater. (2015), 27(47);
[2] A. Fischer et al., Appl. Phys. Lett. (2012), 101, 213303

0 65.10 Wed 17:45 H2
Controlling the electronic properties in liquid crystal conju-
gated small molecules for application in electronics — eNADINE
TcuamBa YimMcAl, HoLceErR BorcHErT!, PEER Kirscu®, JURGEN
Parisi', and ErLizaBeTH voN Haurr? — lDepartment of Physics,
University of Oldenburg, Germany — 2Department of Physics and
Astronomy, VU University Amsterdam, The Netherlands — 3Merck
KGaA, Liquid Crystals R&D Chemistry, Germany

Organic semiconductors offer numerous advantages for electronics.
However, carrier mobilities in organic semiconductors are generally
orders of magnitude lower than in inorganic semiconductors. This is
a major bottle neck for device efficiency. The electrical properties are
additionally dependent on thin film morphology which is challenging
to control in solution deposited films. We studied structure-function
relationships in a novel liquid crystal molecule. The molecular films
demonstrate phase changes from crystalline to nematic to isotropic
phases at temperatures of 140 C, 165 C and 250 C, respectively. We
demonstrate the influence of temperature on the structure of solu-
tion processed films with cross polarized microscope (CPM) and X-
ray diffraction (XRD). Current-voltage measurements and impedance
spectroscopy were performed on films annealed to temperatures above
the crystalline - nematic phase change and subsequently cooled. The
mobility increases from 10=% cm? V=1 s71 t0 1073 cm? V—1 s—1. We
demonstrate that controlled structural manipulation of the film can be
used to reduce electronic disorder. These results show the potential of
liquid crystal conjugated materials in electronic applications.

O 65.11 Wed 18:00 H2
Photodetectors Based on an Anilino Squaraine for Efficient
Detection of Light in the 700 nm Region — eANDRE PRiEes!,
MatTHiAs ScHULz?, ARNE LTZEN?, JORGEN PaRIsi!', and MANUELA
Scuiek! — lInstitute of Physics, Energy and Semiconductor Re-
search Laboratory, Oldenburg, Carl von Ossietzky University, Ger-
many — 2Kekulé Institute of Organic Chemistry and Biochemistry,
Bonn, Rheinische Friedrich-Wilhelms-University, Germany

In this work the squaraine derivative 2,4-bis[4-(N,N-diisobutylamino)-
2,6-dihydroxyphenyl| squaraine (SQIB) is analyzed in a conventional
bulk-heterojunction photodiode architecture, Glass/ITO/MoQO3/
SQIB:PCBM/LiF /Al This architecture shows a power conversion ef-
ficiency of ~2.5% and a peak external quantum efficiency (EQE) of
~50 % at 700 nm, making the device highly sensitive in the red wave-
length region. In order to even further increase the EQE a negative
bias voltage is used. Next the time-dependent response of the device is
measured, to find, e.g. the rise- and fall time. Finally, the bandwidth
of the device is determined and the cut-off frequency.

[1] G. Chen et. Al, Optical and electrical properties of a squaraine
dye in photovoltaic cells, Applied Physics Letters, Vol. 101, No.8 2012,
083904

[2] M.Binda et. Al, Fast and air stable near-infrared organic detec-
tor based on squaraine dyes, Organic Electronics, 2009, Vol. 10, Issue
7, p. 1314-1319

0 65.12 Wed 18:15 H2
First results of an implementation of GW of reduced com-
plexity for organic semiconductors — eSABER GUEDDIDA and
DieTricH FOERSTER — LOMA, Université de Bordeaux, France

We have implemented a GW algorithm of reduced complexity (N3
rather than N*) for crystals containing N»1 atoms in their unit cell.
The main ideas of the algorithm and first results of its implementation
will be given. Our code aims at contributing to optimizing organic
solar cells by predicting the bands and gaps of their constituents.
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O 66: Frontiers of Electronic Structure Theory: Focus on Topology and Transport

Time: Wednesday 18:15-20:30

O 66.1 Wed 18:15 Poster A
Improving anharmonic vibrational calculations from first
principles — eJosepH C.A. PRENTICE, BARTOMEU MONSERRAT,
and RicHArRD J. NEEDS — TCM Group, Cavendish Laboratory, Uni-
versity of Cambridge, UK

The vibrational self-consistent field (VSCF) method, as described in
PRB 87 144302, has had several successes in accurately calculating the
anharmonic properties of various materials, such as diamond, ice and
solid hydrogen. However, a practical issue with the method is the large
number of DFT calculations required to map the Born-Oppenheimer
energy surface sufficiently accurately. We look at improvements to the
method that reduce this computational load, in particular using data
on forces from DFT calculations to improve the accuracy of the map-
ping. Results using this improved method are presented for competing
structures of silicate perovskite under lower mantle conditions. Fur-
ther improvements, involving the inclusion of n-body coupling between
phonons, and their possible implementation are also discussed.

0 66.2 Wed 18:15 Poster A
Towards a practical implementation of second-order Mgller-
Plesset perturbation theory for solids — eXianGYUE Liu,
ARrviD CoNRAD IHRIG, SERGEY LEVCHENKO, IGOR YING ZHANG, and
MATTHIAS SCHEFFLER — Fritz- Haber-Institut der MPG, Berlin, DE

The second-order Mgller-Plesset perturbation theory (MP2) method
is gaining attention in materials science, because it is free from the
one-electron self-interaction error. Such error, as a lasting problem
in density-functional theory, can lead to a wrong prediction of elec-
tronic band gaps, charge transfers, and reaction barriers, all of which
are ubiquitous electronic properties or behaviors in condensed-matter
systems. However, the unfavourable computational complexity, espe-
cially the cubic scaling with respect to the k-point number in recipro-
cal space, limits the applicability of MP2 for solids. In this project we
present a practical MP2 implementation for solids in the all-electron
full-potential framework. In our implementation, the MP2 correlation
energy is evaluated in the atomic-orbital (AO) representation (AO-
MP2), which allows for a lower computational scaling in both real and
reciprocal spaces[1]. The localized resolution of identity (RI-LVL) tech-
nique[2] is adopted to address the memory bottleneck of the AO-MP2
method, making it feasible to handle systems with several hundred
atoms per supercell while avoiding the reliance on the disk storage.
We demonstrate the accuracy as well as the efficiency of our new MP2
implementation for a diverse set of materials. [1] Levchenko, S. V. et
al., Comput. Phys. Comm. 192, 60, (2015); [2] Ihrig, A.C. et al., New
J. Phys. 17 093020, (2015).

O 66.3 Wed 18:15 Poster A
Application of the exact exchange functional to magnetic
metals within the FLAPW method — eMax NusspickEL!,
Magrkus BETzINGER!, CHRIsTOPH FRIEDRICH!, ANDREAS GORLINGZ,
and STEFAN BLUGEL! — !Peter Griinberg Institut and Institute for
Advanced Simulation, Forschungszentrum Jiilich and JARA, Ger-
many — 2Lehrstuhl fiir Theoretische Chemie, Universitdt Erlangen-
Niirnberg, Germany

Orbital-dependent functionals form a promising class of exchange-
correlation (xc) functionals in Kohn-Sham density-functional theory.
Already the simplest functional of its kind, the exact exchange func-
tional (EXX), cures the unphysical Coulomb self-interaction error of
LDA and GGA functionals. In order to obtain a local xc potential
from an orbital-dependent functional, the optimized effective poten-
tial (OEP) method is used, resulting in an integral equation for the
potential. This equation, however, determines the potential only up
to a constant.

In spin-polarized metals, the alignment of the spin-up and spin-down
potentials is obtained by the requirement of electron number conser-
vation: variations of the potential can lead to a change of the Fermi
energy and, hence, to a variation of the densities of both electron spins.
In this way, the OEP equations for the spin-up and spin-down poten-
tials are coupled and the spin-dependent xc potential is obtained from
a single OEP equation. We discuss the extension of our EXX-OEP im-
plementation within the linearized augmented plane-wave (FLAPW)
method and show results for prototype magnetic metals.

111

Location: Poster A

O 66.4 Wed 18:15 Poster A
Electric switchable giant Rashba-type spin splitting in bulk
PbS — eBiN Suao!, WeNnUI Duan?, and Tuomas FRAUENHEIM!
— 1BCCMS, University of Bremen, Bremen, Germany — 2Institute
for Advanced Study, Tsinghua University, Beijing, China

Realizing electric controllable spin is one of the major challenges in
the field of spintronics. A promising approach is to utilize so-called
Rashba effect, which arises from the spin-orbit coupling under broken
inversion symmetry, leading to a momentum-dependent spin splitting
in k-space. However, the sizes of this splitting are usually rather small,
which hinders the application of this effect in spintronics. In this work,
based on density functional calculation, we predict a giant Rashba-type
spin splitting in bulk PbS with space group P63mc. The phonon spec-
trum calculation gives evidence of the thermal stability of this system.
The origin of the giant Rashba effect has been demonstrated from the
deviation of the S ion from the inversion symmetric position, leading
to an ferroelectric polarization along c axis. By switching the direc-
tion of the ferroelectric polarization, the spin directions of bulk carriers
governed by the Rashba effect are completely rotated, which grants a
potential approach to manipulate the spin of electrons by an external
electric field. Moreover, under a reasonable hydrostatic pressure, the
system could obtain the inversion symmetry due to the movement of
the S ion backwards to symmetric positions. As a result, the system
turns into a topological phase with the massless Dirac cone state at
the (001) surface.

O 66.5 Wed 18:15 Poster A
GW-+fRG: Towards an fRG enhancement of ab initio calcu-
lations — Jannis Enrricu!2, CarsTEN HoNERKAMP!, CHRISTOPH
FrIEDRICHZ, and eSTEPHAN BLUGEL? — llInstitut fiir theoretische
Festkorperphysik, RWTH Aachen University, D-52056 Aachen, Ger-
many — 2PGI-1 and IAS-1, FZJ & JARA, D-52425 Jiilich, Germany

Spin excitations in solids are of fundamental interest for a wide variety
of phenomena. Most materials-specific theoretical studies are based on
the adiabatic treatment of the spin-degees of freedom in the context of
DFT. Approaches based on the GW approximation include screening
effects due to charge fluctuations but neglect vertex corrections and
other contributions like magnetic fluctuations. The functional renor-
malization group (fRG) can overcome these limitations as it resums
a different class of diagrams, among them charge and magnetic fluc-
tuations and vertex corrections. We discuss how the equations for
two-particle vertices in the fRG contain the GW approximation, the
Bethe-Salpeter equation (BSE) and the parquet approach on certain
levels of approximations. Thus, a fRG calculation of materials prop-
erties could be a powerful approach to improve the GW and BSE
methods already applied in first-principles calculations. By using re-
cently suggested channel decomposition schemes [1,2] the method has
gained in flexibility and in potential for tackling more complex tasks.
Here we propose first steps to develop the fRG approach for the ab
initio calculation of materials properties.
[1] C. Husemann, M. Salmhofer, Phys. Rev. B 79, 195125 (2009).
[2] W. Wang et al., Phys. Rev. B 85, 035414 (2012).

0 66.6 Wed 18:15 Poster A
The quantum anomalous Hall effect in HgMnTe — eJaN
BoéTTcHER, CHRIsTOPH KLEINER, and EwELINA M. HANKIEWICZ —
Uni Wiirzburg, Institut fiir Theoretische Physik und Astrophysik, Ger-
many

Recently, the quantum anomalous Hall (QAH) effect was predicted
to exist in Mn doped HgTe. Within the QAH phase only one edge
state remains at an edge due to an opposite coupling of spin to the
magnetization. The experimental proof is however still outstanding.
The paramagnetic nature of the Mn impurities gives rise to the for-
mation of Landau levels which makes it experimentally challenging to
distinguish the QAH from a conventional quantum Hall (QH) state.
Based on the BHZ model, we present an extended study of the tran-
sition from the quantum spin Hall to the QAH state as well as the
QAH to the quantum Hall state. For this purpose, we make use of
the finite difference method and compare the results with analytical
calculations. Hallmarks of the QAH states in the presence of magnetic
fields are discussed. The BHZ model has natural limitations in the
high magnetic field regime. We therefore compare our results with
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band structure calculations based on the 8x8 Kane Hamiltonian. Sig-
natures in the magnetoresistance are discussed which might open the
door to distinguish the QAH from the QH state in future transport
experiments.

We acknowledge financial support by the DFG within SFB 1170
"ToCoTronics".

0O 66.7 Wed 18:15 Poster A
Nonconventional screening of the Coulomb interaction in low-
dimensional semiconductors and insulators — Ersoy SasioGLu,
oCHRISTOPH FRIEDRICH, and STEFAN BLUGEL — Peter Griinberg
Institut and Institute for Advanced Simulation, Forschungszentrum
Jilich and JARA, 52425 Jiilich, Germany

Screening effects play a fundamental role in determining the exciton
binding energy, electron dynamics, and the effective electron-electron
interaction in low-dimensional semiconductors and insulators. Exper-

imental observation of the large exciton binding energies and nonhy-
drogenic Rydberg series in low-dimensional semiconductors indicate an
unusual non-local screening of the Coulomb interaction. By means of
first-principles calculations in conjunction with the random-phase ap-
proximation (RPA) within the FLAPW method we study the screen-
ing of the Coulomb interaction in low-dimensional semiconductors and
insulators. For this purpose a novel tetrahedron method has been
implemented. We show that the screening in these systems deviates
substantially from the bulk behavior, i.e., the screened interaction W
cannot be expressed by a simple static dielectric constant. We compare
the numerical RPA results to analytical functions derived from image-
charge models for the isolated slab and for a repeated slab model.
We find a nonconventional screening in low-dimensions. This noncon-
ventional screening explains the deviations from the usual hydrogenic
Rydberg series of energy levels of the excitonic states in one- and two-
dimensional semiconductors and opens up possibilities for fundamental
studies of correlation effects in low-dimensional materials.

O 67: Theory: General

Time: Wednesday 18:15-20:30

O 67.1 Wed 18:15 Poster A
Excited-state lifetimes in binuclear copper centers calcu-
lated from first principles — eMARTIN RoHRMULLER!, MARIA
Naumoval2, MicuaEL RoBHAUSEN?, GERALD HENKEL!, and WoLr
GERO ScuMipt! IUniversitdat Paderborn, 33098 Paderborn, Ger-

many — 2Universitit Hamburg, 20355 Hamburg, Germany

Proteins containing copper sulfur complexes play a key role for electron
transfer in biological systems. In order to explore the interplay be-
tween the structural and electronic degrees of freedom in these systems,
smaller biomimetic model complexes such as [Cuz ((NGuaS-)2)2]? [1]
are investigated.

In this presentation we explore the electronic structure and in par-
ticular the lifetime of electronic excitations in [Cuz((NGuaS-)z2)2]?t.
To that end the imaginary parts of the electron self-energies — related
to the quasi-particle lifetime due to electron-electron interaction — are
calculated within many-body perturbation theory based on the density
functional theory electronic structure [2].

We analyze the metal to ligand charge transfer (MLCT) excitations
of the model complex including structural relaxations and discuss in
detail the numerical stability and convergence of the calculated elec-
tronic self-energy with respect to the simulation parameters.

[1] A. Neuba et al. Angew. Chem. Int. Ed., 51, 1714 (2012).
[2] A. Marini et al. Phys Rev. B 66, 161104R (2002).

0 67.2 Wed 18:15 Poster A
Interplay of structural and electronic properties in thin-film
absorbers — eTHoMAs BiscHorr!, CLaUDIA ScHNOHR?, and SIL-
vaNA Borti! — llnstitut fiir Festkdrpertheorie und theoretische Op-
tik, 07743 Jena, Germany — 2Institut fiir Festkorperphysik, 07743
Jena, Germany

During the past years, Cu(In,Ga)(Se,S)2 (CIGS) thin-film solar cells
have emerged as a technology that could challenge the current hege-
mony of silicon solar panels. CIGS compounds conserve to a very high
degree their electronic properties in a large non-stoichiometric range
and are remarkably insensitive to radiation damage or impurities. The
family of kesterites CuaZnSe(S,Se)4 (CZTS) exhibits very similar elec-
tronic properties. Moreover, kesterites have the clear advantage of
being composed of abundant, non-toxic, less expensive chemical ele-
ments. However, the efficiency of CZTS solar cells is about 50% smaller
than the one of CIGS solar cells.

The origin of the exceptional electronic properties and the defect
physics of these compounds and their alloys is still far from being
completely understood, despite the large amount of experimental and
theoretical work dedicated to that purpose.

We present here self-consistent GW calculations of the dependence of
the band gap on internal distortions. Combined with EXAFS measure-
ments, our calculations allow to quantify the structural contributions
to the band gap bowing of alloys of these families.

O 67.3 Wed 18:15 Poster A

Efficient Moller-Plesset perturbation theory for extended sys-
tems — oTHEODOROS TsaTsouLis and ANDREAS GRUNEIS — Max-

112

Location: Poster A

Planck-Institute for Solid State Research, Stuttgart

Kohn-Sham density functional theory is one of the most popular meth-
ods used in material science. However, many functionals cannot ac-
curately determine the energetics of solids and surfaces. Furthermore,
there is no systematic way to improve upon the functionals. The wave-
function based treatment of electronic correlation constitutes a hier-
archy of methods that allows one to systematically approximate the
many-body nature of the true ground state wave-function, however,
with a large computational cost. The latter stems to a large extent
from the unfavorable scaling of the computational cost with the num-
ber of virtual states. It is therefore critical to span only the relevant
parts of the virtual space for the implementation of efficient wave-
function based methods. We consider an approach whereby the occu-
pied orbitals are converged in a plane wave basis, whereas the virtual
space is then constructed using pseudized Gaussian orbitals expanded
in plane waves. This approach allows for an efficient implementation of
wave-function based methods. Results are shown for water adsorption
on surfaces at the level of Mgller-Plesset perturbation theory within
the projector-augmented-wave method as implemented in VASP [1].

[1] Marsman et al., The Journal of Chemical Physics, 130, 184103
(2009)

O 67.4 Wed 18:15 Poster A
Implementation of electron-phonon coupling in the KKR for-
malism — eCARSTEN EBERHARD MAHR, MICHAEL CZERNER, CHRIS-
TIAN FrANz, and CHRISTIAN HEILIGER — Justus-Liebig-University,
Giessen, Germany

Electron-phonon coupling is one of the main incoherent inelastic scat-
tering mechanisms in a wide variety of crystalline material systems
at room temperature. Therefore, it is necessary to incorporate those
effects in any realistic calculation of thermoelectric properties. We do
so by extending our density functional theory (DFT) based Korringa-
Kohn-Rostocker (KKR) Green’s function formalism code.

By approximating the Frohlich-type interaction with a self-energy
eph = —ig- we can compute the dressed propagator G by solving
Dyson’s equation G = Gref + Gref - (AV + Eeph) -G, where Gier is an
arbitrary (though typically repulsive) reference system. The electron-
phonon scattering time 7 may be extracted from e.g. electron linewidth
calculations.

We present mathematical and implementational details of the be-
forementioned calculational scheme for non-equilibrium properties in
the KKR basis set and discuss it’s physical validity by evaluating re-
sistivity characteristics of simple transport systems.

0 67.5 Wed 18:15 Poster A
Deblurring of Photoelectron Diffraction (XPD) Signals —
eCHRISTOPHER KOHLMANN, ToB1as LUHR, CHRISTOPH KEUTNER,
DominiQuE Krurn, and CARSTEN WESTPHAL — Experimentelle
Physik I, TU Dormtund, Germany, Otto-Hahn-Str. 4, 44221 Dorm-
tund

The photoelectron diffraction (XPD) is a established and appropri-
ate method for the analysis of the structure of surface and interfaces.
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In order to regain the structural information out of the experimental
data, simulations have to be performed. Precise reconstruction of the
atomic structure can be determined by comparing the experimental
and simulated data. We use a self made automated genetic algorithm
to gain a better performance in quantity and quality. In order to re-
duce the influence of experimental artefacts, we are going to perform

O 68: Nanostructures at Surfaces:

Time: Wednesday 18:15-20:30

O 68.1 Wed 18:15 Poster A
Electronic structure of semiconductor superlattices
eMarLou Srot!, Jaco Geucuies!, Joep PEgTers!, EFTERPI
KaLEsAKI?3, CHRISTOPHE DELERUE®, INGMAR SwART!, and DANIEL
VANMAEKELBERGH! — 1Condensed Matter and Interfaces, Utrecht
University, Utrecht, the Netherlands — 2Physics and Materials Science
Research Unit, University of Luxembourg, Luxembourg, Luxembourg
— 3IEMN - Département ISEN, UMR CNRS 8520, Lille, France

In the search for materials for (opto-)electronic applications, two-
dimensional metal chalcogenide semiconductors have emerged as high-
potential candidates. In addition to the atomic structure, the
nanoscale lattice of the material has a significant influence on the elec-
tronic band structure. Oriented attachment of colloidal nanocrystals
results in atomically coherent semiconductor superlattices with a long-
range square or honeycomb periodicity. [1] Tight-binding calculations
predict a rich electronic structure that is determined by strong elec-
tronic coupling between the periodically arranged nanocrystals. [2,3]
Using scanning tunneling spectroscopy, we studied the local density of
states of the superlattices.

1. W.H. Evers et al., Nano Lett. 13, 2317 (2013).

2. E. Kalesaki et al., Phys. Rev. B 88, 115431 (2013).

3. E. Kalesaki et al., Phys. Rev. X 4, 011010 (2014).

0O 68.2 Wed 18:15 Poster A
Structure of Cu(100)-c(2x2)N surfaces — eJuLIA ANDREWS,
KarimMaN Evsaivi, TorsTEN VELTUM, and MATHIAS GETZLAFF —
Institut fiir angewandte Physik, Universitdt Diisseldorf, 40225 Diissel-
dorf

Nanostructured surfaces have become of significant interest in the field
of surface science over recent years. The understanding of self-arranged
structures is relevant for instance for the use as a pattern for nanoparti-
cle deposition. We study the pattern that nitrogen forms when reacting
with a Cu(100) surface.

Under ultra-high vacuum conditions, we first proceed to a standard
cleaning of the copper crystal by sputtering with argon followed by
annealing. To prepare the Cu(100)-c(2 x 2)N surface we sputter with
activated nitrogen followed again by annealing.

We examine the crystal structure by low energy electron diffraction
(LEED). With a scanning tunnelling microscope (STM) we observe
how the nitrogen arranges itself when forming Cu,N.

0 68.3 Wed 18:15 Poster A
Sierpinski-triangle fractal crystals with the C3v point group
— eDaovriaNGg Sonc! and YonareEng Wanc!2 — 1Key Laboratory
for the Physics and Chemistry of Nanodevices, Peking University, Bei-
jing 100871, China — 2Beida Information Research (BIR), Tianjin
300457, China

Self-similar fractals exist widely in nature, from the well-known
snowflakes to the complicate Saturn’s rings and are not only fundamen-
tally important in both science and engineering, but also interesting
in esthetics. Metal-organic Sierpinski triangles are particularly attrac-
tive for applications in gas separation, catalysis and sensing. Such frac-
tals are constructed in this study by using 120°V-shaped 4,4”-dicyano-
1,17:3’,1”-terphenyl molecules and Fe atoms on Au(111), and studied
in detail by low-temperature scanning tunneling microscopy. Density
functional theory calculations are employed to rationalize the invisible
Fe atoms in STM images. Monte Carlo simulations are performed to
understand the formation mechanism of the surface-supported fractal
crystals.

O 68.4 Wed 18:15 Poster A
Glancing angle deposition of metals — eSusanNnN LIEDTKE,
CHrisTOPH GRUNER, JURGEN W. GERLACH, and BERND RAUSCHEN-
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deblurring procedures on the experimental patterns. Therefore, the
kernel function and the real diffraction effects of the sample need to
be deconvoluted. Hence, the kernel function as well as a suitable data
sampling method have to be found. This deconvolution method can
also be applied on other experimental methods, like STM and PEEM.

1D, 2D Structures and Networks

Location: Poster A

BACH — Leibniz-Institut fiir Oberflichenmodifizierung, Permoser-
strafe 15, 04318 Leipzig, Germany

Glancing angle deposition (GLAD) represents an ultrahigh vacuum
physical vapor deposition process that utilizes self-shadowing of grow-
ing crystallites. Such self-shadowing effects occur if the substrate is
strongly tilted with respect to the incoming particle flux. So far, the
growth of metallic GLAD nanostructures remains poorly understood.
For that reason, in this study GLAD of metals with different melting
points is examined. Precisely, Ti and Al nanostructures are grown
on unstructured Si substrates. The growth of metal nanostructures is
investigated depending on process parameters such as substrate tem-
perature and the incidence angle of the particle beam. Finally, the
resulting nanostructures are compared with each other.

O 68.5 Wed 18:15 Poster A
Electromigration to create nanoscale gaps for molecular
electronics — eAtasi CHATTERJEE, FREDERIK EDLER, CHRISTOPH
TeEGENKAMP, and HERBERT PFNUR — Leibniz Universitdt Hannover,
Institut fiir Festkorperphysik, 30167, Hannover, Germany

The fundamental size limitations of today’s silicon based technologies
can be solved by the bottom up approach,if stable and reproducible
nanometer spaced electrodes can be generated, and single (organic)
molecules can be reproducibly attached to them in well-defined geome-
tries. Therefore,fabrication of reliable contacts in order to investigate
the functionalities of the molecules is a primary challenge. Electro-
migration, which was earlier well known as a failure mechanism of
integrated circuit metallizations subjected to high current densities,
now serves as one of the most promising methods of fabricating metal-
lic nanogaps. We create flat ultrathin silver nanocontacts at the centre
via electro-migration of lithographically prepared silver nanowires on
a silicon substrate. A thin adhesion layer of Cr is used for Ag contact
pads to avoid contact problems with STM tips. Electromigration is
performed in a 4-tip SEM/STM chamber where two tips are used to
contact the structure and a software controlled process is used to reach
the tunneling regime at a preset tunneling resistance.Ultrathin and lat-
erally open contact structures allow direct access for the STM tips for
local control, in-situ observation and characterization of the gap. By
detailed investigations of the dependence on current density and tem-
perature, we try to explore the underlying physical mechanisms that
form electromigrated gaps.

0 68.6 Wed 18:15 Poster A
ARPES Studies of the Bi/InAs(100) Interface — OLIVIER
HeckMaNN'2) eMaria CurisTINE RicuTer2, Uros Diukic!,
WEIMING WANG3, 4, JEAN-MICHEL MARIOT®,

IvaANA VOBORNIK?®,
Jan MiNar®7, JURGEN 6 and KaroL

Braun®, Huserr EBERTS,
Hricovini!-? Cergy-

1LPMS, Université de Cergy-Pontoise,
Pontoise, France — 2DSM/IRAMIS/SPEC, CEA Saclay, Gif-sur-
Yvette, France — 3Tongji University, Shanghai 200092, China —
4APE beamline, Sincrotrone Trieste, Area Science Park, Basovizza,
Italy — SLCP-MR, Université P et M Curie/CNRS, Paris, France —
SLMU Munich, Munich, Germany — 7 University of West Bohemia,
Czech Republic

In this contribution we present ARPES studies of Bi/InAs(100) inter-
face. Bismuth deposition followed by annealing of the surface results
in the formation of one full Bi monolayer decorated by Bi-nanolines.
We found that the building up of the interface does affect the elec-
tronic structure of the substrate. As a consequence of weak interac-
tion, bismuth states are placed in the gaps of the electronic structure of
InAs(100). We observe a strong resonance of the Bi electronic states
close to the Fermi level; its intensity depends on the photon energy
and the photon polarization. These states show nearly no dispersion
when measured perpendicular to the nanolines, confirming their one-



Regensburg 2016 — O

Wednesday

dimensionality. Interestingly, Bi atoms behave as donors, as their pres-
ence results in the appearance of an accumulation layer.

O 68.7 Wed 18:15 Poster A
Heat-induced formation of 1D and 2D coordination poly-
mers on Au(111) — Tuan Anu Puam!, FEr Sonc!, Mariza N.
ALBERTI?, MANH-THUONG NcUuvEN®, CARLO THILGENZ, FRANCOIS
DiepericH?, and eMEIKE STOHR! — !University of Groningen —
2ETH Ziirich — 3International Centre for Theoretical Physics, Trieste

In the fast growing research field of on-surface molecular self-assembly,
coordination bonding is considered as an important tool for the con-
struction of low-dimensional molecular networks on metal surfaces. To
date, most of the reported metal-ligand coordination units are based
on the combination of organic ligands bearing pyridyl, cyano, hydroxyl
or carboxyl endgroups and transition-metal atoms such as Cu, Fe, Co
or Ni. However, the construction of such MOFs on Au surfaces with
native Au atoms is hardly reported. Here, we show that MOFs com-
prising porphyrin derivatives can be formed on Au(111) upon anneal-
ing. Both a threefold and a fourfold coordination motif stabilizing the
MOFs were found. These findings were compared to MOFs made from
the same porphyrin derivatives and Co atoms. For this, Co atoms and
porphyrin derivatives were deposited on Au(111).[1] In both cases, the
same structures were observed what evidences that indeed a coordi-
nation bonding is formed between the cyano groups and gold atoms.
Moreover, we also investigated the influence of the position of the sub-
stituents (cis- vs. trans-isomers) on the MOF formation on Au(111).
We could successfully demonstrate that the dimensionality of the MOF
can be tuned from 1D to 2D depending on the chosen isomer.
[1] T.A. Pham et al., Chem. Commun. 51 (2015) 14473

O 68.8 Wed 18:15 Poster A
Tuning the Interaction of Magnetic Molecules with a Metallic
Substrate via an Insulating Film — Davip SCHWICKERT!, MACIEJ
Bazarnik!, eMicHA ELseBacH!, BERNHARD BUGENHAGEN?, MARC
H. Prosenc®, and RoLaND WIESENDANGER! — !Institute for Nanos-
tructures and Solid State Physics, University of Hamburg, D-20355
Hamburg, Germany — 2Institute of Inorganic Chemistry, University
of Hamburg, D-20146 University of Hamburg, Germany — 3Dept. of
Chemistry, Technical University Kaiserslautern, Erwin-Schrédinger-
Str. 52, D-67663 Kaiserslautern, Germany

Magnetic molecules are a promising approach towards spin-based in-
formation technology. We use Co-Salophene as a tailored building
block for spintronic devices. The possibility to build self-assembled
covalently bonded chains by tailored on-surface chemistry makes this
molecule a perfect candidate for an all-spin based device.

However, it is necessary to eliminate Kondo screening of the mag-
netic centers of the molecules. We use ultrathin films of NaCl to de-
couple the molecules from the metallic surface. The Ullmann reaction
requires a Au-crystal as catalyst. Therefore, we intercalate the presyn-
thesized chains with NaCl.

In this presentation we show the dependence of the intercalation on
the sample temperature during the deposition, as well as the deposi-
tion rate and time. For low coverages of NaCl, monolayer and double
layer islands grow between the chains. With increasing coverage the
chains are pushed ahead by the growing islands. When two islands
grow together, a chain lying between them is lifted up.

O 68.9 Wed 18:15 Poster A
Self-assembly and stability of bridged triphenylamine
derivatives on metal surfaces — eCHRISTIAN STEINER!, UTE
MEINHARDT?, BETTINA GLIEMANNZ, MARTIN CURRATH®, BERND
MEeYER3, MiLaN Kivara?, and SABINE Maier! — !Department
of Physics, FAU Erlangen-Niirnberg, Germany — 2Department of
Chemistry and Pharmacy, FAU Erlangen-Niirnberg, Germany —

3Computer-Chemie-Centrum, FAU Erlangen-Niirnberg, Germany

Molecular self-assembly is a key concept in supramolecular chem-
istry and nanoscience allowing for the construction of complex molec-
ular architectures in a bottom-up approach through noncovalent
interactions. The adsorption, chemical nature, and self-assembly
of diaminotriazinyl- and carboxyl-substituted triphenylamines with
dimethylmethylene bridges were studied on Au(111) and Cu(111) at
submonolayer coverage by low-temperature scanning tunneling mi-
croscopy and density functional theory calculations.[1] While the self-
assemblies on Au(111) are strongly directed by intermolecular hy-
drogen bond interactions, on Cu(111) both molecules aggregate in
dense islands owing to the stronger molecule-surface interaction. The
carboxyl substituents partially deprotonate at room temperature on
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Cu(111). The diaminotriazinyl-substituted triphenylamines adsorb
mainly intact at room temperature and deprotonate gradually at in-
creased adsorption temperatures changing the bonding mechanism
from hydrogen bonding to metal-ligand interactions.

[1] C. Steiner et al. J. Phys. Chem. C, 119 (46), 25945-25955 (2015)

0 68.10 Wed 18:15 Poster A
Growth competition between Sierpinski triangle fractals and
two-dimensional molecular crystals of H3PH on noble metal
surfaces — eXUE ZHaNG! and YoNgFENG WaNG!:2 — 1Key Labo-
ratory for the Physics and Chemistry of Nanodevices, Department of
Electronics, Peking University, Beijing, China — 2Beida Information
Research (BIR), Tianjin, China

Recent studies demonstrate that simple functional molecules, which
usually form 2D crystal structures when adsorbed on solid substrates,
are also able to self-assembly into ordered openwork fractal aggregates.
To direct and control growth of such fractal supramolecules it is neces-
sary to explore the conditions under which both fractal and crystalline
patterns develop and coexists. In this contribution, we study the coex-
istence of Sierpinnski triangle (ST) fractals and 2D molecular crystals
which were obtained by adsorption of H3PH molecules on Au(111) in
high vacuum. Growth competition between the STs and 2D crystals
was realized by tuning surface coverage as well as by changing the
substrate and functional groups of the molecular building block. To
better understand the mechanisms of the fractal structure formation
our experimental studies were accompanied by theoretical calculations
with Density Functional Theory and Monte Carlo methods. The ob-
tained results demonstrate the possibility of steering the self-assembly
to create surface-supported fractal and non-fractal structures made up
of the same material.

0O 68.11 Wed 18:15 Poster A
Analysis of structural and mechanical properties of long chain
self-assembled monolayer on Au(111) by STM and AFM —
o TORBEN MARX, DIRK DIETZEL und ANDRE SCHIRMEISEN — Institut
fir Angewandte Physik, Justus-Liebig-Universitit, Gieflen

Self-assembled monolayers (SAMs) are considered potential building
blocks for a variety of nanotechnology applications. They are employ-
ed in e.g. the fields of material protection, electrode modification in
electrochemistry, lithography as well as biology and medicine. The spe-
cific structural and mechanical properties of SAMs are the result of a
spontaneous formation of organized objects out of smaller units, i.e.
molecules, and are typically of crucial importance for any applicati-
on. An important parameter in this context is the chain length of the
molecules. Short-chain alkanethiol SAM on Au(111) are well studied
and it was found that at saturation coverage the monolayer is typical-
ly of complex structure. In this work we have analyzed a long-chain
alkanethiol (hexadecanethiol), which have been rarely studied up to
now due to their relatively high resistance in STM. We found distinct
orientated domains with the typical (\/§X\/§)R30° structure to exist.
The adsorbate was structured further into a c(4x2) superlattice, which
splits up in five different phases [1]. Additionally we have used AFM
to analyze the mechanical properties of SAM with respect to stability
and self healing capabilities.
[1] Liissem et. al.,Langmuir , 21, 5256-5258 (2005)

0 68.12 Wed 18:15 Poster A
Metal-Peptide Coordination Complexes on Surfaces by Elec-
trospray Ion Beam Deposition — eELISE DUQUESNE!, SABINE
ABB!, Lubcer Harnaul!, STeEraN RauscueENBacH!, and Kraus
Kern'2 — 1Max Planck Institute for Solid State Research, Heisen-
bergstrake 1, 70569 Stuttgart, Germany — 2Ecole Polytechnique

Fédérale de Lausanne, CH-1015 Lausanne, Switzerland

Peptides are flexible biopolymers of a unique sequence of amino acids,
which defines intramolecular interactions. In metal-peptide coordina-
tion complexes, the type of metal and its specific interaction with the
peptide influences the coordination site and thus has an impact on the
conformation of the peptide. Generally biomolecules cannot be evapo-
rated due to their thermal instability, however by adding a metal salt
to an electrospray solution of peptides a beam of well-defined coordi-
nation complexes can be readily formed and mass-filtered to select the
coordination complex of interest. The aim of our study is to investigate
the structures of metal-peptide complexes deposited on an atomically
defined surface in ultra-high vacuum and to compare them with pure
peptide structures [1]. Our work paves the way towards rational design
of surface supported coordination complexes that can be relevant for
a great number of applications in particular biomimetic catalysis.
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References : [1] S. Abb, L. Harnau, R. Gutzler, S. Rauschenbach,
K. Kern, Two-dimensional honeycomb network through sequence-
controlled selfassembly of oligopeptides, Nature Communication, Ac-
cepted.

O 68.13 Wed 18:15 Poster A
Pyrazine as a Directing Group in Control of Reactivity and
Regioselectivity for On-Surface Dehydrogenative Aryl-Aryl
Bond Formation — eNEmManja Kocié!, XunsHan Liv2, SoNGIIE
Cuen?, Sivio Decurrins?, Jascua Reppl, and Sui-Xia Liv? —
Hnstitute of Experimental and Applied Physics, University of Regens-
burg, 93053 Regensburg, Germany — 2Department of Chemistry and
Biochemistry, University of Bern, 3012 Bern, Switzerland

Regioselectivity is of fundamental importance in chemical synthesis.
While many concepts for site-selective reactions are well established
for solution chemistry, for instance through introduction of electron do-
nating or withdrawing directing groups, it is not a priori clear whether
they can easily be transferred to reactions taking place on a metal
surface. Here we exploit a combined STM/AFM technique to demon-
strate the on-surface formation of complex molecular architectures
built up from a heteroaromatic precursor, the tetracyclic pyrazino|2,3-
f][4,7]phenanthroline molecule. Selective intermolecular aryl-aryl cou-
pling via dehydrogenative C-H activation occurs on Au(111) upon ther-
mal annealing under UHV conditions. A full atomistic analysis of the
different reaction products based on an unambiguous discrimination
between pyrazine and pyridine moieties is presented. Our work not
only elucidates that ortho-hydrogen atoms of the pyrazine rings are
preferentially activated over their pyridine equivalents, but also sheds

new light onto the participation of substrate atoms in metal-organic
coordination bonding during covalent C-C bond formation.

O 68.14 Wed 18:15 Poster A
”Nunchakus”molecules at metallic surfaces investigated by
scanning tunneling microscopy — eLACHENG LIU'2) HONGYING
cAob2) pHILIPP HELD®, ARMIDO STUDER®, and HARALD FucHs!»2
LCenter for Nanotechnology, Heisenbergstr. 11, 48149 Muenster, Ger-
many — 2Physikalisches Institut, Westfalische Wilhelms-Universitat,
Wilhelm-Klemm-Str. 10, 48149 Muenster, Germany — 3Organisch-
Chemisches Institut and Center for Mutiscale Theory and Simulation,
Westfalische Wilhelms-Universitat, Corrensstr. 40, 48149 Muenster,
Germany

Scanning tunneling microscopy(STM) is demonstrated to be a use-
ful tool to investigate the molecular conformation on metallic sur-
faces with atomic-scale resolution. In this work we study the ad-
sorption conformations and self-assembly structures of four differ-
ent ”Nunchakus” shaped molecules: Bis(2-naphthyl) peroxide, 2-
Naphthoic anhydride, Bis(2-naphthyl)ethanedione and trans-1,2-Bis-
(2-naphthyl)ethene. Different metal substrates Au(111), Ag(111)
and Cu(111) were tested, to reveal the interaction between organic
molecules and metal surfaces. For these nuchakus shaped molecules,
different adsorption conformations even on the same metallic surface
were identified. The center to center distances of 2-Naphthyl groups
of one molecule were measured, which are shorter than the ones in gas
phase due to the specific interaction between O atoms and metallic
surface atoms which leads to the tortuosity of the molecules.

O 69: Nanostructures at Surfaces: Dots, Particles, Clusters

Time: Wednesday 18:15-20:30

0O 69.1 Wed 18:15 Poster A
Plasmon-Enhanced Photoemission from Individual Silver
Nanoparticles — e KEviIN OLDENBURG, HANNES HARTMANN, KARL-
Heinz MEIWES-BROER, INGO BARKE, and Syrvia SPELLER — Uni-
versity of Rostock, Institute of Physics, 18059 Rostock, Germany

The plasmonic response of metal nanostructures not only depends on
material and shape but also on coupling phenomena to the environ-
ment. By optical excitation close to the resonance wavelength efficient
electron emission can be triggered which is accessible using photoemis-
sion electron microscopy (PEEM)[1]. Here we study photoemission
from individual silver particles produced in the gas phase and soft-
landed onto silicon substrates. The electron emission is correlated to
geometric properties obtained by atomic force microscopy (AFM) and
discussed regarding particle size and cluster-surface interaction.
[1] M. Rohmer et al., Phys. Stat. Sol. B 247, 1132 (2010).

0 69.2 Wed 18:15 Poster A
Plasmonically enhanced oriented fluorescence emission in
metal-insulator-metal cavities — eFaBIAN GOSSLER!', MATTHIAS
STOTER?, THORSTEN SCHUMACHER®, MaRKkus LipPITz3, JOSEF
Breu?, AnDrREas FEry!, and Tosias A.F. Konig! — 1) Insti-
tute of Physical Chemistry and Polymer Physics, Leibniz Institute of
Polymer Research (IPF), Hohe Str. 6, 01069 Dresden — 2Dept. of
Inorganic Chemistry 1, University of Bayreuth, Universitétsstr. 30,
95440 Bayreuth — 3Dept. of Experimental Physics 3, University of
Bayreuth, Universitétsstr. 30, 95440 Bayreuth

For implementation of nanophotonic devices, a short life-time and an
enhancement of the spontaneous emission is necessary. We fabricate
a gold film coupled anisotropic silver nanocube cavity to systemati-
cally study the fluorescence enhancement of an oriented fluorophore.
For a rational design, the plasmonic properties of the silver nanocubes
are designed to match with the emission spectrum of a selected flu-
orophore. Silicate bilayers with intercalated fluorophores are used as
emitting spacer due to their regular height of 4 nm on large scales
and orientation of the dye molecules. Finite-difference time-domain
(FDTD) simulations, atomic force microscopy (AFM), dark field spec-
troscopy, confocal and time-resolved photoluminescence measurements
have been used to characterize the tailormade nanocavity. Threefold
emission enhancement and significantly shorter life-times are observed
inside the nanocavity. Electromagnetic simulations support the results
and demonstrate the potential of this cavity enhancement as building
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block for application in plasmonic lasers and gain-loss metamaterials.

0 69.3 Wed 18:15 Poster A
Growth of MnSb Islands on GaAs Substrates — eCHRISTIAN
Krumpl, CArRsTEN GoppEe!, JuLiaN RiTzMaNN2, ARNE Lubwic?,
ANDREAS WiEck?, and ULricH KoHLER! — !Experimentalphysik IV,
AG Oberflichen, Ruhr-Universitit Bochum, Germany — 2Lehrstuhl
fiir Angewandte Festkorperphysik, Ruhr-Universitdt Bochum, Ger-

many

Stacking multiple layers of quantum dots is an established technique
for the fabrication of many optic and optoelectronic devices. Up to
now, the stacked layers consisted of semiconductor quantum dots ex-
clusively. However, for future spintronic devices, the integration of
semiconductor quantum dots with ferromagnetic materials is essen-
tial. For this approach, MnSb is an interesting material with its high
Curie temperature of 587 K and its compatibility with semiconductor
substrates. The pairing of MnSb islands with InAs QDs is studied. As
a first step, MnSb islands were grown on different GaAs substrates by
MBE. Structural and magnetic properties have been studied by STM,
LEED and MOKE.

0 69.4 Wed 18:15 Poster A
Manipulating the nucleation behavior of MoO,; on
Al;03/NiAl(110) — eRik Mom!, MarciL J. RosT!, JoosT W.M.
FreNkeEN'2 and IRene M.N. Groor? — !Huygens-Kamerlingh
Onnes Laboratory, Niels Bohrweg 2, Leiden, The Netherlands —
2Advanced Research Center for Nanolithography, Science Park 104,
Amsterdam, The Netherlands — 3Gorlaeus Laboratories, Einsteinweg
55, Leiden, The Netherlands

Understanding and manipulation of the nucleation behavior of metals
and metal oxides on oxidic substrates is essential for the production of
catalysts and nanodevices. Due to the large number of non-equivalent
sites typically available on an oxidic substrate [1], prediction of such
behavior remains challenging. Here, we studied the nucleation of Mo
and MoO, on Al»O3/NiAl(110) using scanning tunneling microscopy.
In both cases we find 3D growth, yet there are clear differences in the
particle dispersion. The larger diffusion speed of Mo leads to larger par-
ticles and nucleation on domain boundaries and step edges, whereas for
MoOx the dispersion depends on the preparation method. Manipula-
tion of the MoO, dispersion is possible through the choice of evaporant
(Mo or MoO.). When Mo is evaporated in a mild 5x10~7 mbar O
atmosphere, the resulting MoO, shows wetting of domain boundaries
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and step edges. In contrast, preparation using MoO, as evaporant,
yields a random distribution of particles. The observed differences are
explained by a large diffusion length of Mo before oxidation on the
surface.

[1] G. Kresse et al., Science 308, 1440 (2005)

0 69.5 Wed 18:15 Poster A
Electrodeposition of nickel oxide nanoparticles on micron-
sized CVD grown graphene for non-enzymatic glucose sensors
with enhanced sensitivity — eMASOUMEH SisAKHTI', Eva-MARIA
KircHNER?, THoMmas Hirscu?, and CurisToPH STRUNK! — !Institut
fiir Experimentelle und Angewandte Physik,Universitiat Regensburg —
2Institut fiir Analytische Chemie, Chemo- und Biosensorik, Universitt
Regensburg

We report an optimized electrochemical approach for the non-
enzymatic detection of glucose, based on CVD graphene (100 x 200.m?
in size), decorated with electrodeposited nickel oxide nanoparticles.
The electrochemical growth of the nanoparticles on the carbon nano-
material was studied and optimized in detail to provide a composite
material with large surface area consisting of homogeneous particle size
distribution and small particle diameter ranging from 80 to 250 nm.
We studied the electrocatalytic properties of the devices by cyclic
voltammetry (CV) and amperometry. Our results demonstrate that
the amperometric sensors present electrocatalytic parameters such as
a low detection limit of 25uM and wide linear response range of 25u
M to 6.4 mM, indicating that the device operates well in the desired
concentration range.

The sensitivity of the micro-sized non-enzymatic amperometric sensor
is sufficient for the production of highly integrated sensor arrays for
drug screening in small volumes of body fluids.

O 69.6 Wed 18:15 Poster A
Monitoring the interaction of CO with graphene supported
metal nanoparticles by vibrational spectroscopy — eHESHMAT
Norr!, Marcus CreuTzBURG' 2, DRk Franz2, and ANDREAs
STiErLED2 — !Deutsches Elektronen Synchrotron DESY, Notkestr.
85, 22607 Hamburg, Germany — 2Department of Physic, University

Hamburg, D-20355 Hamburg, Germany

Small metal nanoparticles dispersed on porous substrates have gained
interest in surface science because of their widespread applications,
especially in heterogeneous catalysis. It was shown that nanoparti-
cles form ordered arrays on graphene substrates using the moiré of
graphene/Ir(111) as a template. The size of these nanoparticles can
be carefully controlled on graphene/Ir(111) by the amount of deposited
material. Here we report the first describing vibrational spectroscopic
studies on Ir, Pt, Rh and Au metal-covered graphene/Ir(111) sub-
strate using CO as probe and/or reactant to monitor the frequency
of C-O binding to the metal nanoparticles. The UHV-IRRAS appa-
ratus allowed us to record high-quality IR data and turned out to be
a powerful tool to investigate well-arranged metal/grapehne/Ir(111)
system. It is found that CO bound on two sites on metal clusters: (1)
on-top terraces atoms at low CO coverage and (2) on top-edge atoms
at higher CO coverage. The adsorption energy, thermal stability and
shape of metal clusters on graphene/Ir(111) are further investigated
with respect to the position and intensity of the C-O stretching bands.

0 69.7 Wed 18:15 Poster A
Reconstructed Cu(100)-c(2x2)N surface for self-organized
nanoparticle deposition — eKARIMAN ELsHIMI, JULIA ANDREWS,
TorsTEN VELTUM, HENDRIK BETTERMANN, and MATHIAS GETZLAFF
— Institut fiir Angewandte Physik, Universitat Diisseldorf, 40225 Diis-
seldorf

Self-organized nanoparticle deposition can be achieved on a nanopat-
terned Cu(100) surface. This enhances optical, electronic and magnetic
properties of the materials, which are expected to be used in the near
future technologies.

The Cu surface is cleaned in situ by repeated cycles of ArT sput-
tering followed by annealing. The Cu(100)-c(2x2)N surface can be
prepared by bombarding this surface with N;r followed by annealing.
With in situ scanning tunneling microscope (STM) and low energy
electron diffraction (LEED) we characterize the surface. STM images
show different surface morphology for different N;r doses. The pre-
pared surface at a small N;‘ dose shows self-assembled square patches
with surface structure c(2x2) on a clean Cu(100) surface.

We can produce different kinds of metal nanoparticles with several
size-ranges from the gas phase using a continuously working arc cluster
ion source or a magnetron aggregation source. The charged nanopar-
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ticles can be subsequently mass-to-charge filtered by an electrostatic
quadrupole deflector. Therefore, the deposition and the behavior of
the size-selected nanoparticles on the Cu(100)-c(2x2)N surface can be
studied by STM and LEED.

0 69.8 Wed 18:15 Poster A
High-Temperature CsxC58 Solids — e WEIPPERT JURGEN?, ULAS
SEYITHAN!, KERN BAsTIAN!, MALIK SHARALIZ, AMATI MATTEOS,
GrEGORATTI Luca®, Kiskinova Mava®, STRELNIKOV DMITRY!,
BoTTcHER ARTUR!, and KaprpeEs MaNFRED M.12 — lInstitute of
Physical Chemistry, Karlsruhe Institute of Technology (KIT), Fritz-
Haber-Weg 2, 76131 Karlsruhe, Germany — 2Institute of Nan-
otechnology, Karlsruhe Institute of Technology (KIT), Hermann-
von-Helmholtz-Platz 1, 76344 Eggenstein-Leopoldshafen, Germany —
3ESCA microscopy beamline Elettra - Sincrotrone Trieste, ScCPA Area
Science Park, 34149 Basovizza-Trieste, Italy

Co-depositing Cs and C58+ on HOPG surface led to a new material,
Csx(C58. The C58 carbon clusters form a scaffold which gets doped
by Cs via diffusion across the empty interstitial sites to form bulk
CsxCbh8. Upon heating most of the material survives to yield a doped
high-temperature non-IPR fullerene solid, HT-CsxC58. This solid re-
mains stable up to 1100 K, a temperature at which CsxC60 no longer
exists. HT-CsxC58 exhibits considerably depleted Cs content (x<2)
relative to the as-prepared CsxC58 bulk. The unique thermal sta-
bility results from covalent C-C bonds connecting the carbon cages.
The Cs dopants contribute to the stability via weak ionic bonds with
-C58-C58- oligomers. The HT-CsxC5H8 material shows a higher defect
density, which we attribute to Cs ions relieving the defecting of cages
during heating. The topography of the HT-CsxC58 material is domi-
nated by coexisting areas distinguished by their Cs/C58 ratio. The Cs
rich islands become striking surface features after air exposure.

069.9 Wed 18:15 Poster A
Fabrication and investigation of near-surface spin centers in
high-purity single crystal diamond — eNicoras WOHRL!, REIN-
HARD REMFORT!, STEFAN BORGSDORF?, TaANMOY CHAKRABORTYS,
ULricH K6HLER?, DIETER SUTERS, and VOLKER Buck! — 1Faculty
of Physics and CENIDE, University of Duisburg-Essen, Lotharstrafe
1, 47057 Duisburg, Germany — 2Experimentalphysik IV, AG Ober-
flichen, Ruhr-Universitit Bochum, Germany — 3Experimentelle
Physik IITA, Technische Universitdt Dortmund, Germany

Photons from ideal single-photon sources exhibit quantum mechanical
characteristics and therefore allow applications in novel fields including
quantum cryptography and spintronics. However, the biggest challenge
for the implementation of this concept is maintaining the coherence of
the quantum states for a sufficiently long time. One promising candi-
date for this task is the nitrogen-vacancy center in diamond. The main
aim of this project is the fabrication and investigation of near-surface
NV-—centers in high-purity single-crystal diamond films. Preparation
of these active elements close to the surface with good properties is a
task which is not yet sufficiently accomplished, especially when read-
out is desired to be by optical as well as electronical means. In this
project the influence of diamond properties as well as structure and
termination of the diamond surface on the spin centers is investigated.
Pure single-crystal diamond films are homoepitaxially grown by mi-
crowave plasma assisted chemical vapor deposition and the film qual-
ity is characterized by standard methods. NV centers are produced by
ion implantation and properties investigated spectroscopically.

0 69.10 Wed 18:15 Poster A
3d metal naoparticles deposited on graphene — eTORSTEN
VELTUM, WoOLFRAM GILBERT, HENDRIK BETTERMANN, and MATH-
1As GETzLAFF — Institut fiir Angewandte Physik, Heinrich-Heine-
Universitat Diisseldorf, 40225 Diisseldorf

In the past few years graphene gained the attention of scientists due
to its unique mechanical and electrical properties. In addition to this,
fabrication and deposition of nanoparticles on a substrate is of great
interest for studies, e.g. as model catalysts. In this contribution we
compare the properties of nanoparticles deposited on graphene with
those on a 3d metallic thin film.

A thin cobalt film is epitaxially grown by electron beam evapora-
tion on a W(110) single crystal under ultra-high vacuum conditions.
To achieve a structurally ordered monolayer graphene on the ferro-
magnetic substrate we use chemical vapour deposition with propylene.
The structure of this system is characterized in-situ by means of scan-
ning tunnelling microscopy (STM) and low energy electron diffraction
(LEED).
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The nanoparticles are produced using two different gas aggregation
sources, an arc cluster ion source (ACIS) and a magnetron sputter ag-
gregation source (Haberland type), with different size distributions and
subsequently mass-selected. After the deposition on the sample under
softlanding conditions, the structural analysis of the nanoparticles is
carried out by STM.

0 69.11 Wed 18:15 Poster A
Deposition and surface interaction of 3d-metal nanoparticles
on W(1 1 0) — eHENDRIK BETTERMANN and MATHIAS GETZLAFF
— Institute of Applied Physics, University of Duesseldorf

Supported clusters and nanoparticles are rather interesting objects not
only from a fundamental point of view but also for technological ap-
plications due to their electronic and magnetic properties which show
a strong dependence on their size. Interactions between nanoparticles
and substrate during and after deposition are an important influence
on particle properties.

Our contribution is focused on nanoparticles of 3d-metal alloys. The
sizes range from 3 to 15 nm (1e5 to 1e7 amu). Two nanoparticle sources
are attached to our UHV system. An Arc Cluster Ion Source (ACIS)
produces nanoparticles of 7 nm height and above. A magnetron sput-
ter source (Haberland-type) gives access to smaller sizes. Particles are
mass/charge filtered prior to deposition. Size and structural properties
are investigates by scanning tunneling microscopy (STM) under UHV
conditions. Deposition on substrates other than tungsten will be given
as comparison.

0 69.12 Wed 18:15 Poster A
The copper-dioxolene switch controlled by acceptor dop-
ing: DFT+U vs. many-body model approach — eTomMAsz
SrLusarski!, Tomasz KosTyrko!, and VicTor GARCIA-SUAREZZ —
IFaculty of Physics, A. Mickiewicz University, Poznan, Poland —
2Departamento de Fisica, Universidad de Oviedo, Oviedo, Spain

A Cu-dioxolene complex with valence tautomeric properties connected
to Au(111) surface with an alkanethiol linker[1] is investigated with
the density functional theory within GGA+U approach. We study
the effect of doping with IC12 acceptor molecules on the properties of
the adsorbed complex. We use the results of the DFT calculations to
compute the parameters of an effective many-body model. The model
is subsequently studied with a help of exact diagonalization. We also
consider model of the junction where the Cu-dioxolene and the accep-
tor molecule are the central part in the scattering region. We compute
the transmission function of the junction in the equilibrium case for
different positions of acceptor molecule.

Our main conclusion is that the charge and spin state of the va-
lence tautomeric switch could be well controlled using the acceptor
doping. This finding can be useful in development of memory storage
or molecular switches.

Acknowledgements This work has been supported by the National
Science Centre under the contracts DEC-2012/05/B/ST3/03208 and
DEC-2012/07/B/ST3/03412.

References [1] T. Kostyrko, T. Slusarski, Appl. Surf. Sci. (2015)
http://dx.doi.org/10.1016/j.apsusc.2015.11.049
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O 70.1 Wed 18:15 Poster A
Characterization of lamellar nanostructures with X-ray scat-
tering — e ANALIA FERNANDEZ HERRERO, VICTOR SOLTWISCH, MIKA
PrLUGER, ANTON HaAsgE, MicHAEL KRUMREY, and FRANK SCHOLZE
— Physikalisch-Technische Bundesanstalt

The interest in the reconstruction of nanostructured surfaces has in-
creased in the last decade. Characterizing structures of a few nm
challenges the existing metrology tools. The PTB develops high accu-
racy scattering and reflectometry methods in a broad energy range,
from EUV to hard X-rays, at several beamlines at BESSY II and
the MLS. Angle resolved scatterometry is a fast and non-destructive
method which enables the study of the scattered light from periodic
structures. EUV scattering and grazing incidence angle X-ray scat-
tering (GISAXS) are used to investigate structural parameters as the
sidewall angle, line width and height of state-of-the-art electron beam
written SiN gratings. EUV scatterometry is very sensitive to the im-
perfections on the structures and therefore it provides a high sensitivity
to details of the line geometry. A Maxwell solver based on the finite
element method gives consistent results for the reconstruction of arbi-
trary shape profiles.

O 70.2 Wed 18:15 Poster A
Self-metalation of phthalocyanine molecules with silver sur-
face atoms on Ag(110) — eLARS SMYKALLA, PAVEL SHUKRYNAU,
and MicHAEL HierscHoLD — Technische Universitdt Chemnitz, In-
stitute of Physics, Solid Surfaces Analysis Group, D-09107 Chemnitz,
Germany

A direct reaction of molecules with the atoms from the metal sur-
face on which they adsorb ("self-metalation”) was first reported as
an unwanted process but later on it was also perceived to be a new
method for bottom-up synthesis of metal complexes. We report that
metal-free phthalocyanine (H2Pc) molecules are able to incorporate Ag
atoms from an Ag(110) surface, therefore forming silver phthalocya-
nine (AgPc).[1] Scanning tunneling microscopy, X-ray photoelectron
spectroscopy, and Density functional theory simulations of this reac-
tion are presented. Three different kinds of molecules were found on
the surface that are assigned to H2Pc, the corresponding dehydro-
genated molecules (Pc), and AgPc. The relative amounts of Pc and
AgPc increase with increasing annealing temperature. Simulations of
the reaction path indicate that the metalation of H2Pc is endother-
mic and that the metalation of the dehydrogenated Pc molecule has
a significantly lower barrier and is thermodynamically favorable. Our
results shows that the orientation of the substrate surface can be cru-
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cial for self-metalation reactions because it was not observed for H2Pc
on Ag(111).

[1] Lars Smykalla, Pavel Shukrynau, Dietrich R. T. Zahn, and
Michael Hietschold J. Phys. Chem. C, 2015, 119 (30), 17228-17234

0 70.3 Wed 18:15 Poster A

Charge detection of quantum dots in indium arsenide
nanowires — oFELIX JEKAT!, KiLiaN FLOHR!, SEBASTIAN HEEDT?,
Marcus LIEBMANN!, STEFAN TRELLENKAMP?, TORSTEN RIEGER?,
JUrRGEN ScnUBERT2, WERNER ProsT?, THOoMAs ScuApErs?, and
MARKUS MORGENSTERN! — 1II. Physikalisches Institut B, RWTH
Aachen — 2PGI-9, Forschungszentrum Jiilich, Germany — 3PGI-8,
Forschungszentrum Jiilich, Germany — *Center for Semiconductor
Technology and Optoelectronics, University of Duisburg-Essen

InAs nanowires have been shown to be suitable as tips for scanning
tunneling microscopy (STM) with similar quality compared to tung-
sten tips, as demonstrated by Flohr et al. [1]. We present devices with
the goal to enable time-resolved counting of single electrons directly
at these InAs nanowire STM tips. Two configurations and preliminary
transport measurements are presented. The first device configuration
utilizes a Quantum Point Contact as charge detector, adapted from
Shorubalko et al. [2]. The second device is realized by measuring the
conductance variation of another nanowire placed in close vicinity to
the first one. This nanowire is coupled by a floating gate to the first
nanowire over a distance of several micrometers [3].

[1] K. Flohr et al. ”Scanning tunneling microscopy with InAs
nanowire tips”, Appl. Phys. Lett. 101, 243101 (2012) [2] I. Sho-
rubalko et al. ”Self-Aligned Charge Read-Out for InAs Nanowire
Quantum Dots”, Nano Lett. 8, 382 (2008) [3] Y. Hu et al. ”A Ge/Si
heterostructure nanowire-based double quantum dot with integrated
charge sensor”, Nature Nanotechnol. 2, 622 (2007)

O 70.4 Wed 18:15 Poster A
Investigation of 3D micron structures formation on polyimide
and their potential for applications — eLukas BAYER, PIERRE
LoreNz, MARTIN EHRHARDT, and KLAUs ZIMMER — Leibniz-Institut
fiir Oberflichenmodifizierung e. V., Permoserstrafe 15, 04318 Leipzig,
Germany

Lasers have a great potential to produce micro/nano structures fabri-
cation in a fast and cost-effective way. But new discovered or already
known self-assembly processes remain unused in commercial or sci-
entific fields. The formation and the application of micro-sized cone
structures on PI, produced by laser irradiation using a KrF excimer
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laser (wavelength 248 nm, pulse duration 25 ns) near the ablation
threshold is presented. The influence of the laser irradiation param-
eters on the cone properties and the density of their appearance are
studied by evaluation of images after the irradiation sequence and af-
ter each laser shot. The properties of the laser-induced 3D conical
surface structures, the height and the width, are analysed by optical
and scanning electron microscopy (SEM). The chemical modification
of the polymer surface is studied too. In conclusion of found results
of the influence of the laser processing parameters to the cone pat-
tern formation process different application will be discussed shortly.
These are: application for identification in the field of security fea-
tures fabrication or the process / equipment validation for laser based
processes.

O 70.5 Wed 18:15 Poster A
Different tip functionalizations in scanning probe microscopy
— oPHILIPP ScHEUERER und JascHA REPp — Universitat Regens-
burg, Fakultat fiir Physik, Universitatsstrafte 31, 93053 Regensburg

Recently AFM measurements with CO functionalized tips gained a lot
of interest since such tips allow to resolve the chemical structure of
individual molecules adsorbed on surfaces. The origin of this enhan-
ced resolution is Pauli repulsion [1]. Moreover, it was found that the
CO can bend sideways due to tip-sample forces which gives rise to
additional contrast sharpening [2].

However, this bending can be a drawback as it causes image distorti-
ons. CO functionalized tips have been widely applied not only in AFM
but also for KPFS measurements. Up to now, only some other small
molecules and atoms were tried to functionalize the tip apex. However
there is no alternative that reduces drawbacks like bending and gives
a resolution comparable to CO functionalized tips.

We functionalized the tip with several different types of individual
molecules to find out whether some of them provide interesting imaging
properties.

[1] L. Gross, F. Mohn, P. Moll, N.and Liljeroth, and G. Meyer.
Science, 325, 1110 (2009).

[2] P. Hapala, G. Kichin, C. Wagner, F. S. Tautz, R. Temirov, and
P. Jelinek. Physical Review B, 90, 085421 (2014).

O 70.6 Wed 18:15 Poster A

Quantifying the contrast mechanisms of a scanning electron
microscope by an integrated AFM system — eFrank HirzeL!,
NiLs AnspacH!, KERSTIN SEMPF?, and PETER GNAUCK® — 1Semilab
Semiconductor Physics Laboratory Co. Ltd., Budapest, Hungary —
2Fraunhofer Institute for Ceramic Technologies and Systems, Dres-
den, Germany — 3Carl Carl Zeiss Microscopy GmbH, Oberkochen,
Germany

The Scanning Electron Microscope (SEM) is a powerful tool to obtain
information about sample surface properties like morphology, material
type, crystal orientation, conductivity and much more. At low accel-
eration voltages, secondary electrons are influenced by many different
effects, and the resulting images represent a mixture of different con-
trast sources, which often cannot be distinguished by the SEM related
methods themselves.

In such cases, the combined SEM/AFM tool from Carl Zeiss and
Semilab goes a step further: Due to the different imaging mechanism,

O 71: Scanning Probe Techniques
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O 71.1 Wed 18:15 Poster A
A 30mK dilution fridge UHV SP-STM (9/4T) housed
in the new SPIN Laboratory — eANDREAs EicH!, HENNING
VON ALLWORDEN', JAN HERMENAUZ, ANDREAS SONNTAGZ, JaN
GERRITSEN', DANIEL WEGNER!, and ALEXANDER KHAJETOORIANS!
— lInstitute for Molecules and Materials, Radboud University, Ni-
jmegen, The Netherlands — 2Institute of Nanostructure and Solid
State Physics, Hamburg University, Hamburg, Germany

Unraveling many of the current dilemmas in nanoscience hinges on
the advancement of techniques which can probe the spin degrees of
freedom with high spatial, energy, and ultimately high temporal reso-
lution. With the development of sub-Kelvin high-magnetic field STM,
two complementary methods, spin-polarized scanning tunneling spec-
troscopy (SP-STS) and inelastic STS (ISTS), can address single spins
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the AFM is able to distinguish between real topography, work function,
and conductivity and obtains absolute values for each of them. Espe-
cially for samples with strong morphology, the combined SEM/AFM is
the only tool permitting full electrical characterization of areas, which
have to be located by the detection mechanism of the SEM.

We will present examples in which this unique approach has led
to a much better understanding of the investigated sample proper-
ties. Examples from the fields of ceramics (SiC), organic electronics,
Li batteries and semiconductors will be shown.

O 70.7 Wed 18:15 Poster A
Shifting the voltage drop in electron transport through a
single molecule — eSujoy Karan!:2, Davip Jacos3, MICHAEL
KaroLak?, CHrisTIAN HaMaNN!, YoNcFENG WaNG!, ALEXANDER
WEISMANN!, ALEXANDER I. LicHTENSTEIN®, and RicHARD BERNDT!
— Mnstitut fiir Experimentelle und Angewandte Physik, Christian-
Albrechts-Universitit zu Kiel, 24098 Kiel, Germany — 2Institut
fir Experimentelle und Angewandte Physik, Universitidt Regensburg,
93053 Regensburg, Germany — 2Max-Planck-Institut fiir Mikrostruk-
turphysik, Weinberg 2, 06120 Halle, Germany — “Institut fiir Theo-
retische Physik und Astrophysik, Universitat Wiirzburg, Am Hubland,
97074 Wiirzburg, Germany — °I. Institut fiir Theoretische Physik,
Universitat Hamburg, 20355 Hamburg, Germany

A Mn-porphyrin was contacted on Au(111) in a low-temperature scan-
ning tunneling microscope (STM). Differential conductance spectra
show a zero-bias resonance that is due to an underscreened Kondo
effect according to many-body calculations. When the Mn center is
contacted by the STM tip, the spectrum appears to invert along the
voltage axis. A drastic change in the electrostatic potential of the
molecule involving a small geometric relaxation is found to cause this
observation.

O 70.8 Wed 18:15 Poster A
Controlling and monitoring the local charge distribution of a
nanoscaled space charge region — eKATHARINA KAISER, PHILIPP
KrorH, and MARTIN WENDEROTH — IV. Physikalisches Institut,
Georg-August-Universitat Gottingen, Friedrich-Hund-Platz 1, 37077
Gottingen
Using a low temperature Scanning Tunneling Microscope in combi-
nation with optical excitation we have investigated the interplay and
dynamics of free and bound charge carriers inside a nanoscaled space
charge region (SCR) at the GaAs(110) surface [1]. This approach al-
lows us to actively modify the local charge distribution at the surface
by changing the optical excitation density and the tunnel current and
to control charge fluctuations.

One central part is the capture process of photo-generated minority
charge carriers in the presence of locally fixed dopant atoms within the
space charge region. By establishing a quantitative model, we are able
to extract key quantities like the diffusive or field driven capture rate
of photo-generated holes. The analysis of the noise of the tunnel cur-
rent provides access to the temporal charging and discharging process
of dopant atoms inside the SCR, showing that the presence of photo-
generated charge carriers changes the noise of the system significantly.

[1] Kloth et al., Nat. Comm. (2015)

and New Experimental Methods

Location: Poster A

at the atomic scale with unprecedented precession.

Common cryostat designs for spin-polarized STM sub-Kelvin appli-
cation are based on 3He liquification, which are limited in base temper-
ature, hold time, and cooling power. To address these limitations, we
demonstrate a newly designed 30mK dilution fridge based UHV spin-
polarized microscope in a vector magnetic field, capable of atomic spin
detection and atomic manipulation. Our design consists of tip/sample
exchange at cold temperatures as well as cold material deposition and
features extremely low 4He consumption with a long hold time. To
prevent any external perturbation of the measurements, the system is
housed in the new ultra-quiet SPIN laboratory (IMM-RU) featuring a
150 ton damped foundation and proper acoustical and RF shielding.

O 71.2 Wed 18:15 Poster A

Design of a low-temperature scanning tunneling micro-
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scope with photon collection system — eMoRiTz WINKLER',

Lukas GeErHARD!, KEVIN EpELMANNZ, and WULF WULFHEKEL? —
Mnstitute of Nanotechnology, Karlsruhe Institute of Technology (KIT)
— 2Physikalisches Institut, Karlsruhe Institute of Technology (KIT)

We provide a new design for a low-temperature ultra-high vacuum
scanning tunneling microscope (STM) with a photon collection unit
that guides the collected light into a spectrometer. The design has
the potential of achieving a high photon yield by using a 3D-printed
miniature parabolic mirror that collects photons from a large solid an-
gle close to the tunnel junction. The photon yield is further increased
by limiting the optical path to a single optical fiber. The STM will
be equipped with an absolute position determination system of the tip
in order to approach and examine structures manufactured by litho-
graphic processes. By Joule-Thomson expansion of helium, the STM
will operate at a temperature of around 1 K [1].

[1] A compact sub-Kelvin ultrahigh vacuum scanning tunneling mi-
croscope with high energy resolution and high stability L. Zhang, T.
Miyamachi, T. Tomani¢, R. Dehm and W. Wulfhekel

O 71.3 Wed 18:15 Poster A
Validation and automatization of controlled molecular ma-
nipulation techniques on an STM — eAizaan SaBrroval:23,
PuiLipp LENeEN'2, MarTHEW F.B. GrEEN'2, TANER Esarh? F.
STEFAN TauTz!2, CurisTIAN WaAGNER!2, and RusLan TEMirRov!:2
— 1Peter Griinberg Institut (PGI-3), Forschungszentrum Jiilich, Ger-
many — 2JARA-Fundamentals of Future Information Technology —
3National Laboratory Astana, Kazakhstan

The success of scanning probe microscopy (SPM) based hand-
controlled single molecule manipulation technique [1,2] relies upon
three main components. These are high-precision positioning of the
SPM tip, a hand motion tracking system [1], and virtual reality goggles
displaying the motion trajectory and feedback signals in real time [2].
With this, reproducible extraction of molecules from a closed mono-
layer on a metal surface and statistical determination of successful tra-
jectories was achieved. Until now these experiments were performed
on a low-temperature non-contact atomic force/scanning tunneling mi-
croscope (LT NC-AFM/STM), that has tunneling current as well as
the frequency shift of the tuning fork sensor as feedback signals. Here,
we study how successful trajectories can be transferred to an instru-
ment without AFM capability (LT STM) and automatized to enable
fast and efficient manipulation within monolayers.

[1] M.F.B. Green et al., Beilstein J. Nanotechnol. 2014, 5, 1926-1932

[2] P. Leinen et al., Beilstein J. Nanotechnol. 2015, 6, 2148-2153

O 71.4 Wed 18:15 Poster A
Fast electronic pump-probe spectroscopy using shaped
sub-nanosecond pulses — eGREGORY McMUuUrTRIE!"2, Jacos
BurcEess!2, STEFFEN RoLF-Pissarczyk!2, and SEBasTIAN LoTn!:2
— Max-Planck Institut fiir Struktur und Dynamik der Materie —
2Max-Planck Institut fiir Festkérperforschung

Pump-probe schemes make it possible to measure fast dynamical
processes with the scanning tunneling microscope (STM). Electronic
pump-probe spectroscopy excites and detects dynamics using voltage
pulses [1] with the time scale being set by the speed at which the
voltage can be changed at the tunnel junction [2], [3].

We use time domain reflectometry to measure the transmission char-
acteristics of a low-temperature STM. Damping in the cabling and
standing waves at various points of the transmission line smear the
edges of the pump and probe pulses and limit the achievable time
resolution. By extracting amplitude and phase information from the
reflectometry measurements it is possible to compensate these imper-
fections and create a shaped input pulse which will have sharp edges
at the STM tunnel junction. This process can shape pulses with a
bandwidth of up to 3 GHz, enabling sub-nanosecond time resolution.

Pushing electronic pump-probe spectroscopy beyond the nanosecond
range will enable a wide range of experiments that harness the strong
interaction of electrons with spin, charge and vibration excitations.

[1] S. Loth, et al., Science 329 1628 (2010).

[2] C. Saunus, et al., Appl. Phys. Lett. 102 051601 (2013).

[3] C. Grosse, et al. Appl. Phys. Lett. 103 183108 (2013).

O 71.5 Wed 18:15 Poster A
Combining Scanning Tunneling Microscopy and pulsed op-
tical excitation — eJupiTH VvON DER HaAR, PHiLiPP KLOTH,
TERENCE THias, OLE BunJes, and MARTIN WENDEROTH
IV. Physikalisches Institut, Georg-August-Universitat Gottingen,
Friedrich-Hund-Platz 1, 37077 Gé&ttingen
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The combination of Scanning Tunneling Microscopy (STM) and op-
tical excitation merges two of the most successful experimental tech-
niques in solid-state physics. Especially pump-probe excitation gives
the prospect to resolve surface dynamics on the atomic scale. A serious
challenge of optical excitation in STM is controlling the thermal load
at the tunnel junction. We present a very compact and versatile laser
setup that addresses various requirements of this experimental tech-
nique. First of all, the laser source must provide a very low-noise and
stable output power. Next, in order to find the spot of maximum exci-
tation in a standardized manner, it is important to implement a sub-
micrometer precise stage that allows the scanning of the focus point
of the laser beam along the tip-surface junction - even during tunnel
conditions. At last, standard pump-probe pulses must be transformed
into complex laser pulse patterns [1]. Using an optical modulator with
a bandwidth in the gigahertz range and a high frequency function gen-
erator, we process the continuous wave laser beam into nanosecond
pulses. [1] Terada et al., Nature Photonics, 4(12), 2010.

O 71.6 Wed 18:15 Poster A
New Directions in Tip-Enhanced Near-Field Optical Mi-
croscopy — eJuLiA JANIK, NINA MAUSER, and AcHIM HARTSCHUH
— Department Chemie and CeNS, LMU Miinchen, Germany

The characterization of nanostructures with high spatial resolution and
detection sensitivity can be achieved by tip-enhanced near-field optical
microscopy (TENOM) [1].

We report on our efforts to extend this method into further direc-
tions. One direction is the application of tip-enhancement to photo-
voltaic and light-emitting devices as suggested in [2]. We obtained the
first high-resolution photocurrent images of carbon nanotube devices
using a metal tip to locally enhance optical-to-electrical transduction
[3]. We show that the efficiency of the reversed process leading to
electroluminescence can be increased as well.

Furthermore we are focusing on the implementation of tip-enhanced
near-field optical microscopy at low temperatures (5 K). Therefore we
present a new microscope design based on a solid immersion lens con-
figuration providing very high collection angles and efficiencies. We
acknowledge financial support by DFG, NIM and the ERC (New-
NanoSpec).

[1] N. Mauser, A. Hartschuh, Tip-enhanced near-field optical mi-
croscopy, Chem. Soc. Rev. 43, 1248 (2014).

[2] P. Bharadwaj, B. Deutsch, L. Novotny, Optical Antennas, Adv.
Opt. Photon. 1, 438 (2009).

[3] N. Mauser et al., Antenna-Enhanced Optoelectronic Probing of
Carbon Nanotubes, Nano. Lett. 14, 3773 (2014).

O 71.7 Wed 18:15 Poster A
AFM for TERS: Development of probe heads for Tip-
Enhanced-Raman-Spectroscopy eJALMAR TSCHAKERT!,
TrOMAS GODDENHENRICH', ANDRE SCHIRMEISEN!,

1 MARCEL
WEeINHOLD?, THoMas SANDER?, and PeTER J. KLAR? — !Institut
fir Angewandte Physik, Justus-Liebig-Universtidt Gieflen
21. Physikalisches Institut, Justus-Liebig-Universitdt Giefen

Tip-Enhanced-Raman-Spectroscopy (TERS) has become a powerful
tool in material science to combine topographic and chemical imaging.
Our experimental TERS setup is based on an inverted optical micro-
scope with an x,y scan stage for scanning transparent samples. Two
different type of AFM heads are developed: one with a cantilever and
a fiber-optical interferometer and the other based on a quartz-tuning-
fork. Both designs are compact and give a good long time thermal
and mechanical stability without the need of an additional damping
mechanism. Contact and non-contact measurements are controlled via
GXSM software with a Soft-dB-Mk3-DSP board leading to a flexible
scan control with different AFM probes as well as the option to add
own user specific tasks.

O 71.8 Wed 18:15 Poster A
Hexaboride preparation techniques for Scanning Tunnel-
ing Microscopy studies — ePuiLipP BucHSTEINER!, GEETHA
BALAKRISHNANZ, Davip P. Younc3, and MARTIN WENDEROTH!
— 11V. Physikalisches Institut, Georg-August-Universitit Gottingen,
Germany — 2Department of Physics, University of Warwick, United
Kingdom — 3Department of Physics and Astronomy, Louisiana State
University, USA

Hexaborides (LaB6, etc.) are widely for technical applications, e.g.
Electron Microscopy. Although the surface properties for these ap-
plications are important, few Scanning Tunneling Microscopy (STM)
studies had been carried out [1,2]. Investigating surfaces with atomic
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resolution requires sample preparation ensuring atomically flat ar-
eas. Therefore different techniques have been developed for two types
of single crystals. Samples of about 3mm length were glued onto
GaAs. Here the hexaboride (100)-plane is orientated parallel to the
GaAs(110) planes. After cleavage, Atomic Force Microscopy (AFM)
studies showed large flat terraces with step heights ranging from a sin-
gle bulk lattice constant of 0.4nm up to some monolayers. Low-energy
Electron Diffraction (LEED) confirmed a non-reconstructed 1x1 sur-
face periodicity. Larger samples with a few cm length and some mm
in diameter were cut along the (100)-planes using a diamond wire saw
to rectangular pieces. Here no GaAs carrier was obligatory and also
large flat surface areas were verified with AFM.

[1] J.S. Ozcomert, M. Trenary, Surf. Sci., 265 (1992), [2] Yee, M. M.
et al. arXiv.org, 1308.1085v1 (2013)

O 71.9 Wed 18:15 Poster A
Solution AFM Studies of Molecule Crystals: Exploit-
ing Photon Pressure — oSvEN KRrarFT, HEINRICH BEHLE, KAl
WARDELMANN, MOHAMMADREZA BAHRAMI, BIORN VOGLER, MIRJAM
SAMELIN, SEMJON KOHNKE, Boris HAGE, INco BARKE, and SyLvia
SPELLER — University of Rostock, Institute of Physics, 18059 Rostock,
Germany

Atomic Force Microscopy in liquids is an important tool for imaging
processes in molecular layers and films. Dynamic AFM usually suf-
fers from distorted resonance curves of the cantilever oscillation in the
medium. Driving the cantilever via photon pressure is an option to im-
prove the cantilever oscillation and acquire topographies in solutions
in dynamic mode. We aim to test this approach with the aggregation
and dissolution of molecule crystals in a number of solvents, in order
to gain insight into the internal structure of such crystals.

[1] G.C. Ratcliff, D.A. Erie, R. Superfine, Appl. Phys. Lett. 72,
1911 (1998)

[2] D. Ramos, J. Tamayo, J. Mertens, and M. Calleja, J. Appl. Phys.
99, 124904 (2006)

O 71.10 Wed 18:15 Poster A
A Superconducting Tunneling Junction (STJ) Detector for
Soft X-Ray Absorption Spectroscopy at 50mK — eIvan Baev!,
JaN-HENDRIK RUscHER!, JENS VIEFHAUS?, MICHAEL MARTINS!, and
WILFRIED WURTH!2 — 1 Physics Department, University of Hamburg
— 2DESY Photon Science, Hamburg

Soft X-Ray absorption spectroscopy (XAS) is an important technique
at synchrotrons nowadays that allows to investigate electronic and
magnetic properties in an element specific way. The investigation of
non-conductive, soft organic or buried materials can’t be carried out
in total electron yield. In these cases an efficient fluorescence detector
is needed to perform XAS measurements in partial fluorescence yield
(PFY). The STJ detector is capable of count rates as high as 10 kcps
per 100 um? pixel size with an energy resolution of approximately
50eV for 1.5 keV photons. The STJ is furthermore integrated into a
50mK cryostat for XAS measurements at the P04 beamline at Petra
III, DESY. We will present first measurements on a model system.

O 71.11 Wed 18:15 Poster A
Construction of a movable UHV chamber for in situ sample
preparation of molecules on TiO2 — eSTEFFEN BORNEMANN,
BERNHARD SPICHER, and MARTIN WENDEROTH — IV. Physikalisches
Institut, Georg-August-Universitat Gottingen, Germany

TiO2 is an important material for chemical catalysis which e.g. can be
applied in photocatalytic water splitting [1]. In order to investigate this
system with different surface sensitive techniques, we have constructed
a movable UHV chamber for in situ sample preparation of molecules on
the TiO2(110) rutile surface. Samples can be transferred to different
low temperature scanning tunneling microscopes as well as to an anal-
ysis chamber equipped with a low energy electron diffraction (LEED)
and an Auger electron spectroscopy (AES) setup. TiO2 substrates can
be prepared by direct current heating, by electron beam heating and by
ion beam sputtering. The chamber is equipped with an external evap-
orator for molecule deposition from a liquid phase like methanol and
with an electrospray deposition system for more complex, non-volatile
molecules. Moreover, sub-monolayer of metals can be deposited from
different electron-beam evaporators. After several cycles of sputtering
and heating up to 600°C we could verify the 1x1 reconstruction of the
clean TiO2(110) surface after in situ transferring the samples to the
LEED setup [2]. Ex situ characterization by atomic force microscopy
shows terraces connected by single and multiple atomic steps.

[1] M. Ni, M.K.H. Leung, D. Y.C. Leung, K. Sumathy, Renewable
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and Sustainable Energy Reviews 11, 401 (2007) [2| Hiroshi Onishi,
Yasuhiro Iwasawa, Surface Science Letters 313, 783 (1994)

O 71.12 Wed 18:15 Poster A
Following ultra thin film growth by in-situ High Energy X-ray
Diffraction — eFLORIAN BerRTRAM, OLOF GuTOowski, and Uta
RuerT — DESY Photon Science, Notkestrasse 85, 22607 Hamburg,
Germany

High energy x-ray diffraction (=~ 80 keV) is a versatile tool to record
diffraction patterns from surfaces, interfaces, and ultra-thin films at
remarkable high speed compared to conventional diffraction measure-
ments (= 15 keV). Due to the high photon energy diffraction angles be-
come smaller, which results in a much flatter Ewald’s sphere in a given
g-range. Therefore, crystal truncation rods (CTR’s) can be recorded
in grazing incident geometry by a simple rotation of a few degree with
a 2D detector at a fixed position.

We demonstrate how this method can be used to record real time
diffraction data during MBE growth of ultra-thin films. Here, the
growth of magnetite (Fe3O4) on MgO(001) was studied. We could fol-
low the evolution of the CTR’s during growth with a time-resolution
of 5 sec.

O 71.13 Wed 18:15 Poster A
Reprocessing with radial shock waves — PuiLipp WEIL,
eRoOBERT Ossia, HANs-GUNTER HrocH, and JURGEN BouNEN — wtk
- Cleaning Technology Institute, D-47807 Krefeld, Deutschland

We present a novel application to utilise radial shock waves as an effec-
tive, sustainable, hygienic and gentle method to clean sensitive surfaces
(e.g. textiles). Usually, shock waves are used for medical applications,
e.g. to break up kidney stones or to promote bone healing after com-
plicated fractures. Radial shock waves are generated using the ballistic
principle, where a small projectile is fired at high speed upon a metal
applicator, from which radial shock waves expand into an homogenous
medium (usually water). Directly behind the wave front peak pressures
of up to 100 MPa and, thus, high energy input per area is achieved.
While impinging on a surface, a part of the shock wave is reflected back
into the water and interacts with the next impinging wave. This leads
to high mechanical interactions directly at the surface, which explain
the efficient destruction of kidney stones in soft tissue. In this contri-
bution we discuss relevant interactions between shock waves, textiles
and soils and present shock wave parameters (e.g. frequency, distance
to surface) for optimum soil removal and minimum surface damage.
Furthermore, a comparison of the new method with typical methods,
which are in use today, are presented.

O 71.14 Wed 18:15 Poster A
Laser desorption of chiral molecules — eFARINAZ MORTAHEB,
JOERN LEPELMEIER, KERSTIN WACHINGER, ArRAS KARTOUZIAN, UL-
rICH BoEsL, and ULricH HE1z — Chair of Physical Chemistry, Licht-
enbergstrafle 4, 85748 Garching

Laser desorption enables the vaporization of non-volatile and thermally
unstable molecules without fragmentation and thus allows to analyze
large bio- and organic molecules in the gas phase. Desorbed molecules
can be analyzed mass spectroscopically by REMPI-ToF, which can be
combined readily with circular dichroism to investigate the chiroptical
properties of non-volatile chiral molecules in the gas phase without
any interference from solvent molecules (as in solutions) or diastere-
omeric partner molecules. Using the example of Binol, and a prototype
experimental apparatus, an optimized sample preparation recipe was
found to optimize the laser desorption yield of neutral molecules. The
high signal intensity and stability attained in our lab pave the way for
further experiments using a purpose designed setup.

O 71.15 Wed 18:15 Poster A
Identification of nanoscale phases using Low Energy Electron
Microscopy. — eMARTIN HoppPE, JAN HOCKER, JENS Farra, and
JAN INGo FLEGE — Universitdt Bremen, Germany

Low Energy Electron Microscopy (LEEM) is an established method
to investigate surface structures and morphologies with a lateral res-
olution in the few nanometer range. The main benefits are the in
situ capabilities of the instrument enabling surface monitoring dur-
ing manipulation such as growth and chemical reactions. In LEEM,
crystal phases differing in structure or chemical composition may ex-
hibit different intensities at a given energy. But, this does not allow
for a definite identification especially on very heterogeneous surfaces.
The latter can be achieved using intensity-voltage (I(V)) curves as a
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reliable fingerprint for each phase.! We show that the correlation co-
efficient or Ra-factor? can be used to compare unknown LEEM-I(V)
curves to reference spectra and thus to distinguish phases on the 10 nm
scale. Performing a pixel-wise automated comparison, 2D maps of the
surface phases can be generated and, in a dynamic I(V)-LEEM ex-
periment, their development during sample manipulation can be mon-
itored. This new method will be demonstrated using examples from
ruthenium oxidation® and chemical reactions at cerium oxide surfaces®.
[1] J. I. Flege et al., Phys. Status Solidi RRL 6, 463 (2014)

[2] M.A. Van Hove, W. H. Weinberg, and C.-M. Chan, Low-Energy
Electron Diffraction, Springer (1986)

[3] J. I. Flege et al., ACS Nano 9, 8468-8473 (2015)

[4] J. Hocker et al., Adv. Mater. Interfaces, in press (2015)

0 71.16 Wed 18:15 Poster A
Reliability of LEED analyses for complex systems — eLuTz
HamMmER, PascaL FEersTL, and M.ALEXANDER SCHNEIDER
Lehrstuhl fiir Festkorperphysik, Universitdt Erlangen-Niirnberg

The correspondence of experimental and calculated best-fit intensity
spectra of a LEED structure analysis is quantitatively expressed by
means of reliability factors. Most frequently the Pendry R-factor Rp
is applied nowadays. Best-fit values in the range Rp = 0.2 - 0.3 or
even somewhat larger are generally accepted as a proof for the correct-
ness of the underlying structural model. In the present contribution
it is shown that this only holds for structurally quite simple systems.
For more complex structures, in contrast, the distinction between sim-
ilar models which only vary by the presence (or absence) of very few
atoms within the (large) unit cell requires a significantly better level
of spectral correspondence (Rp < 0.2).

In the case study presented here different structural variations of the
surface reconstruction of Fez304(100) are investigated, whereby the key
features of the reconstruction model (subsurface iron vacancies and in-
terstitials) are systematically either neglected or varied in position. It
is shown that those crystallographically wrong structures still produce
R-factors in the range Rp = 0.2 - 0.3, occasionally even lower. The rea-
son for this structural insensitivity lies qualitatively in the relatively
small scattering contribution of a particular atom to the total wave
field produced by a large surface unit cell. Approaches to improve the
quality of a LEED intensity analysis as well as consistency checks to
detect incomplete structural models are presented and discussed.

O 71.17 Wed 18:15 Poster A
Source Development for Ultrafast Transmission Electron
Microscopy — eNora Bach, ArMIN FEIsT, REINER BORMANN,
SASCHA SCHAFER, and Craus RoPERs — IV. Physical Institute, Uni-
versity of Gottingen, Gottingen
Ultrafast transmission electron microscopy (UTEM) is a novel experi-
mental technique that combines a nanoscale spatial with femtosecond
temporal resolution [1]. The imaging and diffraction resolution in this
technique is governed by the brightness of the laser-driven electron
source used [2].
Here, we present the design and implementation of an advanced

O 72: Solid-Liquid Interfaces:
Time: Wednesday 18:15-20:30

O 72.1 Wed 18:15 Poster A
Measurement of surface diffusion at solid-liquid interfaces us-
ing in situ linear optical diffraction — eLAssE KATTWINKEL,
CuristorPH LEMKE, and OLAF MAGNUSSEN — Insitut fiir Experi-
mentelle und Angewandte Physik, Christian-Albrechts-Universitat zu
Kiel
Surface diffusion at solids in liquid environment is a fundamental pro-
cess in many interface reactions, but much less understood than sur-
face diffusion under vacuum conditions. We develop a novel method
to measure the surface diffusion rates in such systems using optical
diffraction. In this method a density grating in an adsorbate layer is
created by thermal desorption induced by the two interfering beams
of a nanosecond Nd:YAG laser. The evolution of the grating is then
probed by linear optical diffraction of a HeNe laser beam at the grating.
From the exponential decrease of the diffraction intensity the surface
diffusion coefficient can be extracted. We describe the setup for this
novel in situ technique and first experimental results.

UTEM instrument based on the modification of a commercial Schot-
tky Field emission TEM [3]. Single-photon photoemission from a tip-
shaped ZrO/W(100) emitter is employed, yielding a spectral band-
width of 0.6 eV, a low intrinsic emittance of about 5 nm-mrad, and an
electron probe size down to 1.5 nm.

We characterize the temporal structure of the electron pulses by
electron-photon cross-correlation and obtain a pulse width of 300 fs
(full-width-at-half-maximum). The demonstrated high beam quality
of the source will enable new applications in the study of nanoscale
ultrafast dynamics, including ultrafast electron holography and phase-
contrast imaging.

[1] A. H. Zewail, Science 328, 187 (2010).

[2] M. Gulde et al., Science 345, 200 (2014).

[3] A. Feist et al., Nature 521, 200 (2015).

O 71.18 Wed 18:15 Poster A
VUV photon detection with acetone counters for inverse
photoemission — eCuristiaAN THIEDE, IrRis NIEHUEs, ANKE B.
ScumipT, and MARkUs DonaTH — Physikalisches Institut, Univer-
sitdt Miinster

Inverse photoemission experiments in the isochromat mode require the
use of band-pass photon detectors. The bandpass behavior is usu-
ally realized by combining the photoionization threshold of a suitable
counting gas (high pass) with the transmission characteristics of an
alkaline earth fluoride window (low pass). Since inverse photoemission
intrinsically suffers from a low photon yield, an optimized detector ef-
ficiency is crucial for this technique. In particular, the bandpass width
and the efficiency depend on the transmission characteristics of the
entrance window [1], the detection gas type and pressure, the readout
electronics and the counter geometry. We studied these parameters
for the well-known combination of CaF3/acetone. We provide a recipe
how to operate the detector in proportional as well as in Geiger-Miiller
mode. [1] Thiede et al., Rev. Sci. Instrum. 86, 085101 (2015)

O 71.19 Wed 18:15 Poster A
MOKE UHV-Setup — eViviENNE Biprpus, CHRISTIAN KLUMP,
SANI Noor, CHRrISTIAN URBAN, and ULricH KOHLER — Experi-
mentalphysik IV, Arbeitsgruppe Oberflichenphysik, Ruhr-Universitét
Bochum, Germany

We present a UHV-setup for measuring the magneto-optic Kerr-effect
(MOKE) at variable temperatures. The setup is integrated with a
number of metal and semiconductor MBE-sources pointing at the sam-
ple in the MOKE position. Therefore, in situ MOKE measurements
can be carried out simultaneously during the growth process of the
sample. The data acquisition software is able to record the tempo-
ral evolution of magnetic hysteresis curves. A cryostat fitted with the
sample holder offers substrate temperatures down to 4.2 K. Hence,
temperature, layer thickness and crystal orientation dependent mea-
surements with a resolution of a mono-layer are possible. The poster
will present details on the structure and the control of the different
components used, together with examples of the coverage dependent
magnetic behaviour of ferromagnetic layers on semiconductors.

Reactions and Electrochemistry
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O 72.2 Wed 18:15 Poster A
Laterally varying electrochemical deposition of solid cop-
per on magnetically patterned exchange bias templates —
olris Kocu!, FLoriAN AHREND!, TiMo UELTzZHOFFER!, SVET-
LANA IvanovNa SuevTsova2?, PaiLipp MARTIN REINTANZ!, ULRICH
SIEMELING!, and ArNo EnreEsmann! — !Institute of Physics and
Center for Interdisciplinary Nanostructure Science and Technology
(CINSaT), University of Kassel, Heinrich-Plett-Str. 40, D-34132 Kas-
sel — 2Research Institute of Physics, Southern Federal University,
Stachki Ave. 194, RUS-344090 Rostov-on-Don

The inhomogeneous magnetic field landscape above magnetically pat-
terned exchange bias (EB) systems [1] was utilized to influence the elec-
trochemical reaction between a copper sulfate solution and a tantalum
layer in a laterally anisotropic way. Thus, a local change of the copper
deposition rate due to the specially designed magnetic stray fields act-
ing on the paramagnetic Cu?™ ions is initiated. For process optimiza-
tion, parameters like ion concentration, deposition time, and tantalum
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layer thickness were varied and analyzed by optical microscopy and
energy dispersive x-ray spectroscopy. In all of the performed experi-
ments, a significant influence of the EB system’s magnetic pattern and,
therefore, surface properties on the electrochemical reaction could be
observed. This novel concept appears to be a promising method for
the controlled growth of metallic nanowires.

[1] F. Ahrend et al., J. Magn. Magn. Mater. 381, 292 (2015)

O 72.3 Wed 18:15 Poster A
Achieving selective electrocatalytic activity for CO2 reduc-
tion using highly porous Cu black catalysts — e ABHIJIT DUTTA,
MoTiarR RanamaN, MikLos MouHos, NicoLa CHRISTIAN Lubpi, and
PETER BROEKMANN — Department of Chemistry and Biochemistry,
University of Bern Freiestrasse 3 CH 3012 Bern Switzerland

The selective electroreduction of carbon dioxide to ethane and car-
bon monoxide on porous Cu-black catalysts has been investigated at
various electrochemical potentials in aqueous 0.5 M NaHCO3 solu-
tion. The evolution of hydrogen gas at an electrode surface plays a
significant role to form this novel porous architecture during the elec-
trodeposition of copper, particularly when a high current density is
maintained. The hydrogen gas evolution inhibits electrodeposition of
copper directly onto the cathode by temporarily preventing contact be-
tween the copper cathode and the electrolyte. Ultimately, a thin film of
electrolyte surrounding hydrogen bubble comes into contact with the
cathode, which completes the EC circuit and permits for electrode-
position of copper black. This porous morphology remains alike even
after 1 h electrolysis at -1.0 V vs RHE. The Cu black catalyst exhibited
the best selectivity for CO and ethane at -0.50V and -0.70V vs RHE
with faradaic efficiencies of 40% and 37% respectively. Furthermore,
the total FE of these two products is almost 75 to 80% at moderately
cathodic potential range. Understanding the structural morphology of
Cu black and the selectivity of products distribution could be valuable
for the further development of advanced electro-catalytic materials for
carbon di-oxide reduction.

O 72.4 Wed 18:15 Poster A
Sustainable sarcosine inhibitors for corrosion reduction
on DCO1 steel — eSaap Kaskan!, PauLo FERREIRAZ, GITTA
EHRENHAFT?, JORG GoLLNICK?, and CHRISTIAN B. FiscHEr! —
1Department of Physics, University Koblenz-Landau, 56070 Koblenz,
Germany — 2Institute of mechanics and material science, TH Mittel-

hessen University of Applied Sciences, 35390 Giessen, Germany

Sustainable corrosion inhibitors are considered for good efficiencies
without any environmental limitations in steel protection. In this work
four N-acyl sarcosine derivatives are investigated via direct surface ad-
sorption on cold rolled steel DC01 as potential corrosion inhibitors. Po-
tentiodynamic polarization measurements were conducted in an aque-
ous solution buffered with potassium phosphate. Furthermore, for a
realistic test a spray corrosion chamber with fresh water was used in
long term. The short-term electrochemical tests were performed for
one hour and the spray corrosion chamber for 24 hours. For the cham-
ber test, each metallic sample was digitalized with a scanner at specific
times and the corrosion process evaluated by corroded area. The re-
sults showed an improved corrosion reduction for the tested inhibitors
on DCO1 steel. Their efficiencies show a direct correlation according to
their molecular weight. The worst inhibitor is the natural mixture of
coconut derived sarcosines with 20 % efficiency. The best one with the
highest molecular weight and longest carbon chain is Oleylsarcosine
with 96 % efficiency.

O 72.5 Wed 18:15 Poster A
In situ Surface X-ray Diffraction Study of Ultrathin Epitax-
ial Co Films on Au(111)/H-Si(111) in Transmission Geom-
etry — eJonNaTHAN LaUFErR!, FINN REIkOowski!, TiM WIEGMANL,
Fouap MaRroun?, PHILIPPE ALLONGUE?, JAkUB DRNEC3, JocHIM
STETTNER!, and OLaF M. Macnussen! — IEAP, CAU Kiel, Ger-
many — 2Ecole Polytechnique, CNRS, Palaiseau, France — 3ESRF,

Grenoble, France

Gracing incidence diffraction in reflection geometry belongs to the
standard repertoire for the in situ characterization of single crystal
surfaces and adsorbate structures. Although being commonly used for
measurements of crystal truncation rods, mapping in-plane structures
proves to be tedious with this method. Here we present surface diffrac-
tion studies in transmission geometry, in which a large portion of the
in-plane structure can be seen on a single detector frame. To flatten
the curvature of the Ewald sphere, high energies in the range 25 keV
to 70 keV were used. This means that the out-of-plane wavevector
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transfer changes only slightly over the range of reciprocal space cov-
ered by the detector. Furthermore, the high energies result in low
absorption which is necessary since the beam has to travel through
the entire sample in this configuration. Using this novel approach, we
investigated samples consisting of 30 monolayers Au(111) deposited on
H-Si(111) with a thickness of 600 pm. 10 - 20 monolayers of Co were
electrochemically deposited on these substrates and analyzed by sur-
face sensitive in situ transmission X-ray scattering. With this method
the Co deposition and dissolution could be monitored under reaction
conditions.

O 72.6 Wed 18:15 Poster A
Trends in catalytic activity of Ni-based electrodes for the
hydrogen evolution reaction — eHANNAH ScHLOTT!, MARC
LEDENDECKER?, MENNY SHALOM2, MARKUs ANTONIETTI?, and
BeERND MEYER! — !Interdisciplinary Center for Molecular Materials
and Computer-Chemistry-Center, FAU Erlangen-Niirnberg — 2Max-
Planck-Institute of Colloids and Interfaces, Potsdam
Using density-functional theory (DFT) we investigated the hydrogen
adsorption on (0001) surface terminations of different Ni-based com-
pounds, which are promising new electrode materials for the hydrogen
evolution reaction (HER). While pure Ni is known to be not a good
electrode material for the HER since it binds hydrogen too strongly
[1,2], electrochemical experiments indicate an improved performance
for the binary compounds NigN, Ni3Sg and NisP4. In our DFT calcu-
lations we find decreased hydrogen adsorption energies for the Ni com-
pounds, placing them closer to the activity maximum in a volcano plot
relation than pure Ni [1,2]. However, experiment and theory suggest
a different order of the performance for the investigated compounds.
Reasons for this discrepancy will be discussed and consequences of
these findings will be presented.

[1] J.K. Negrksov, T. Bligaard, A. Logadottir, J.R. Kitchin, J.G. Chen,
S. Pandelov, U. Stimming, J. Electrochem. Soc. 152, J23 (2005).

[2] P. Quaino, F. Juarez, E. Santos, W. Schmickler, Beilstein J. Nano-
technol. 5, 846, (2014).

O 72.7 Wed 18:15 Poster A
Cu surface reactions in hydrochloric solution probed on the
atomic scale by polarization optical methods and STM —
oCHRISTOPH COBET, GHOLAMREZA BARATI, VLADYSLAV SOLOKHA,
and Kurr HINGERL — Center for Surface- and Nanoanalytics (ZONA),
Johannes Kepler Universitat, Altenbergerstr 69, A-4040, Linz, Austria

Electrochemical reactions on metal electrodes have been in the focus
of many scientific studies and Cu is probably the most investigated
example. The interest on Cu is motivated by questions concerning
e.g. corrosion, electro-polishing, and catalytic processes. It is evident
that a fundamental understanding requires knowledge about the mi-
croscopic occurrence of the surface in electrolyte. But unfortunately,
most of the classical surface sensitive techniques as used in UHV can-
not be applied in liquid environments and thus many details about
surface structures are still under discussion. In the presented work
we combine reflection anisotropy spectroscopy and a homemade elec-
trochemical scanning tunneling microscope in order to study Cu(110)
single crystals in hydrochloric solutions. With this approach we could
monitor the local appearance as well as the dynamics of interface trans-
formations/reactions on atomic scale. In particular it was possible to
correlate anodic Faraday-current maxima with structural transforma-
tion. Accordingly, the Cl adsorption minimizes the surface energy by
a formation of monoatomic steps parallel to the [001] direction which
finally ends in a faceting of the surface. These surface modifications
may influence also the rate of the known Cu dissolution at increasing
anodic potentials.

O 72.8 Wed 18:15 Poster A
Directional Movement of Third Generation Light-Driven
Molecular Motors on Surfaces — eHENRIEKE HEIDEMAN!, Jo-
HAN Visser!, Jos KISTEMAKER!, PETER Stacko!, MEIKE STOHRZ,
and Ben Frringal — IStratingh Institute for Chemistry, Gronin-
gen, The Netherlands — 2Zernike Institute for Advanced Materials,
Groningen, The Netherlands

Third generation molecular motors are equipped with two rotor units,
which can rotate unidirectionally when powered by light. Although
the solution behavior of these molecules has recently been studied, in-
tegrating them into useful nanodevices represents a major challenge.
One key requirement is that these molecular motors are functional
under ambient conditions. Moreover, it is crucial to have the achiral
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unidirectional rotary motion of these molecular motors happening on
surfaces in order to get out of the Brownian regime. In the present
study, the behavior of third generation molecular motors on modified
HOPG surfaces was studied with STM under ambient conditions.

O 72,9 Wed 18:15 Poster A
Towards understanding the mechanism of water splitting on
TiO2 — eSimoN J. ScHMITT, SAMAN HOSSEINPOUR, and ELLEN H.G.
Backus — Max-Planck-Institute for Polymer Research, Ackerman-
nweg 10, Mainz, Germany

Finding a clean and renewable energy source to replace fossil fuels
has attracted much attention, the past few decades, as a requirement
for the sustainable development of societies. Direct hydrogen gener-
ation on TiOg by photocatalytic dissociation of water using sunlight
was already proposed more than 40 years ago. However, despite ex-
tensive work in this area, the fundamentals of the process remain ill-
understood, mainly due to the lack of a proper tool to specifically
explore the interface between water and TiO2. Sum frequency genera-
tion spectroscopy (SFQ), is an inherently surface sensitive tool, allow-
ing the study of specifically the water molecules at the TiOg surface.
We present data on water in contact with TiOg thin films at various
pH values and isotopic dilution and correlate the spectral observations
with surface species. Moreover, we show first UV-pump-SFG-probe
data, illustrating the first steps towards following the photo-induced
dissociation of water at the TiO2 interface in real-time.

O 72.10 Wed 18:15 Poster A

Experimental Approach for Determining Semiconduc-
tor/liquid Junction Energetics by Operando Ambient-
Pressure X-ray Photoelectron Spectroscopy — eMATTHIAS
H. Ricuter!27, MicuaeL F. LicuteErMan®2, Suuy Hul:2, ETHAN
J. CruMLIN®, STEPHANUS AXNANDA®, MarRco Favaro®?, WaL-
TER DrispeLL?#, Zamp Hussain®, Bruce S. Brunscuwic!, Zar
L1u3%6 Naruan S. Lewis'?, and Hans-JoacHiM LEwWERENZDZ —
LCaltech, Pasadena, USA. — 2JCAP, Pasadena, USA. — 3LBNL,
Berkeley, USA. — 4JCAP, Berkeley, USA. — ®Chinese Academy of
Sciences, China. — 9ShanghaiTech University, China. — "BTU C-S,
Cottbus, Germany.

The performance of a photoelectrochemical solar cell depends strongly
on the electrochemical nature of the semiconductor/electrolyte junc-
tion [1]. Operando Ambient Pressure X-ray photoelectron spec-
troscopy investigation of semiconductor/liquid junctions provides
quantitative understanding of the energy bands in these photoelec-
trochemical solar cells [2, 3, 4]. We demonstrate how OAP-XPS may
be used to determine these relationships for semiconductor/liquid sys-
tems. The data can be analyzed to determine the energy relation-
ship between the electronic energy bands in the semiconductor elec-
trode and the redox levels in the solution. The major conditions for
semiconductor-electrolyte contacts including accumulation, depletion,
and Fermi-level pinning are observed, and the so-called flat-band en-
ergy can be determined. [1] Science 344 (2014) 1005; [2] Sci Rep 5
(2015) 9788; [3] Ener & Env Sci 8 (2015) 2409; [4] J Electrochem Soc
162 (2016) H1

O 73: Surface Dynamics: Reactions and Elementary Processes

Time: Wednesday 18:15-20:30

O 73.1 Wed 18:15 Poster A
Near-ambient pressure XPS study of Pt-Ga alloys and their

oxidation — eMaTHIAS GRABAU!, SANDRA KRrick CALDERON!,

FLoRIAN RIETZLER!, NicoLa TaccarDI?, PETER WASSERSCHEIDZ,
FLorIAN MaIER!, HANs-PETER STEINRUCK!, and CHRISTIAN Pappl
— 1Physikalische Chemie 2, FAU Erlangen — 2Chemische Reaktion-

stechnik, FAU Erlangen

Alloys of 0.7 and 1.8 at.% Pt in Ga and their oxidation were probed by
XPS. The Pt surface concentration of metallic alloys was determined
as a function of temperature: A constant Pt concentration was ob-
served at high temperature. Phase separation, that is, the formation
of a solid GagPt phase submerged in a Pt-depleted liquid phase, is in-
dicated by a systematic decrease in Pt content at temperatures below
700 and 800 K, respectively. Exposure of the liquid-gas interface of
such two-phase systems to oxygen at pressures between 3 10~7 and 1
mbar and at temperatures between 300 and 550 K led to the formation
of Pt-enriched Ga2Os films on the surface. Growth and composition
of the formed films were examined in- and ex situ as a function of
temperature and pressure. Within the examined parameter space, Pt
concentration in the formed films is found to be independent of the
bulk Pt concentration, growth and thickness of the films. This indi-
cates defined solubility of Pt in Ga2Og3 or the formation of discrete
structural motives during oxidation.

We acknowledge the support of the Cluster of Excellence ’Engineering
of Advanced Materials’.

O 73.2 Wed 18:15 Poster A
CO oxidation on TiO2 nanotube-supported Pt particles at
near ambient pressures — eSANDRA KRICK CALDERON!, MATH-
1as GraBaul, Jeong EuN Yoo2, PaTrik ScHMUKI?, HANS-PETER
STEINRUCK!, and CHRisTIAN Papp! — IPhysikalische Chemie II,
University of Erlangen-Niirnberg, Egerlandstr. 3 — 2Lehrstuhl fiir
Korrosion und Oberflachentechnik, University of Erlangen-Niirnberg,
Martensstrafte 7, 91058 Erlangen, Germany

We investigated the oxidation of CO on different platinum model cat-
alysts, i.e., differently sized Pt particles on vertical TiOg nanotubes
(d=80, 1=100 nm); the results are compared to the behaviour on a
TiO2(110) rutile crystal with a similar Pt content and a Pt(111) single
crystal. Temperature-programmed reaction experiments at total pres-
sures of 1.0 and 0.1 mbar, and a CO:O2 ratio of 1:4 and 2:1, were ex-
amined by near-ambient pressure XPS in the temperature range from
300 to 800 K. Additionally, we performed online gas analysis. The on-
set temperature of the reaction on the Pt/TiO2 nanotube samples was
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found to be lower than on Pt(111) and Pt/TiO2(110) and to decrease
with decreasing particle size. After reaction onset no adsorbed CO was
found on the particles and metallic platinum was the active catalyst.
Strong ageing of the TiOg-supported samples with reaction time was
observed resulting in changes of the reaction onset and CO conversion.
Further measurements to elucidate the role of UV light for the enhance-
ment of the reactivity will be discussed. The work was supported by
Cluster of Excellence "EAM" of the Friedrich-Alexander-Universitét.

O 73.3 Wed 18:15 Poster A
In-situ UPS and high-resolution XPS investigations on the
norbornadiene/quadricyclane energy storage system on dif-
ferent metal substrates — eUpo BAUER, PHILIPP BACHMANN,
CHRISTIAN Papp, and HANs-PETER STEINRUCK — Lehrstuhl fiir
Physikalische Chemie II, Universitat Erlangen-Niirnberg, Germany

Fossil fuel-based energy technologies lack a long-term perspective. The
further development of existing renewable energy concepts is needed
regarding energy distribution and storage. Omne possible scenario is
the storage of energy by chemical means in the form of strained or-
ganic molecules, e.g. the multi-cyclic hydrocarbon quadricyclane (QC)
and its strain-released counterpart norbornadiene (NBD). By absorp-
tion of light, NBD is transformed to the energy rich QC, followed by
a catalytic energy release to reform NBD. We investigated the ad-
sorption as well as the conversion of QC to NBD and their decom-
position over different catalytically active metal surfaces. Ultraviolet
photoelectron spectroscopy (UPS) provides characteristic spectra of
NBD/QC on Ni(111) and Au/Ni(111) but not on Pt(111). By apply-
ing heating ramps, we observe the conversion of QC to NBD at certain
temperatures except for the Pt(111) surface, where the reaction takes
place below 120 K. HR-XPS (high-resolution X-ray photoelectron spec-
troscopy) spectra of the adsorption (120 K) and during the heating
ramps reflect the different interaction strength between molecules and
surface and reveal a fundamentally changed decomposition behavior
of NBD at higher temperatures for each surface. The work was sup-
ported by the Cluster of Excellence Engineering of Advanced Materials
(EAM).

O 73.4 Wed 18:15 Poster A
XPS Characterization of Sulphur Transformations during
Operation of Li-S Batteries with Ultramicroporous Carbon-
Sulphur Cathodes — eTHoMAas Diemant!, M. HELEN?, M. ANJI
REDDY?, MaAXIMILIAN FicuTNer?3, and R. JUrRGEN Brawm!:2

Hnstitute of Surface Chemistry and Catalysis, Albert-Einstein-Allee
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47, Ulm University, D-89081 Ulm — 2Helmholtz Institute Ulm,
Helmholtzstr. 11, D-89081 Ulm — 3Institute of Nanotechnology, Karl-
sruhe Institute of Technology, P.O. Box 3640, D-76021 Karlsruhe

Lithium-sulphur (Li-S) batteries are discussed as potential successors
of Li-ion cells. However, mainly due to the ’poly-sulphide shuttle’, Li-S
batteries suffer at present from poor cycle life. One promising approach
to overcome this problem is the use of microporous carbon confined
sulphur, which eliminates the formation of higher order poly-sulphides.
In this study, electrodes based on an ultramicroporous carbon-sulphur
(UC-S) composite (46% S) were investigated. We studied the chemical
state of sulphur in the UC-S cathodes at different stages of the lithia-
tion/delithiation cycle by XPS analysis of the surface and subsurface
region of the electrodes. Reasons for the capacity fading over cycling of
the UC-S electrodes were elucidated. The structural properties were
revealed using transmission electron microscopy (TEM). The results
of XPS analysis together with the electrochemical performance mea-
surements demonstrate the single step transformation of sulphur to
Li2S2/LioS and vice versa during the discharge/charge process. The
UC-S electrodes used in this study exhibited a reversible capacity of
700 mAh/g at C/5 even after 100 cycles.

O 73.5 Wed 18:15 Poster A
Controlling Alkyne Catalysis on an Atom-By-Atom Basis —
MARIAN D. ROTZER, ANDREW S. CRAMPTON, e MAXIMILIAN KRAUSE,
FroriaN F. SCHWEINBERGER, and UELI HEiz — Technische Univer-
sitdt Miinchen, Dept. of Chem. and Catalysis Research Center, Chair
of Physical Chemistry, Lichtenbergstr. 4, 85748 Garching, Germany

Alkanes, alkenes and alkynes are major feedstocks for the chemical
industry and their reactions on supported metal nanoparticles are ap-
plied in a variety of processes for the synthesis of important chemicals.
To be able to develop new and efficient catalysts for those reactions
a deep fundamental understanding with respect to adsorption, mech-
anistic details, poisoning, etc. has to be gained. Size-selected clusters
supported on thin films under UHV conditions meet the requirements
of a defined model system for unraveling underlying catalytic princi-
ples. To this end, we investigated the surface chemistry of 3-hexyne on
size-selected Pt clusters on MgO(100)/Mo(100). This model system
is characterized by TPR and IRRAS and compared to the Pt(111)
surface. Depending on the cluster size, different reaction pathways
are favored or even completely blocked. The selectivities towards such
pathways are size-dependent, though not linearly. IRRAS experiments
showed re-emerging free surface sites when the reaction products are
desorbed, though a characteristic red-shift of the CO-stretch signal
points to the remainder of carbonaceous species, as supported by AES.

This work has been supported by the Clariant Produkte (Deutsch-
land) GmbH in the framework of the Munich Catalysis (MuniCat)
program, a strategic alliance between TUM and Clariant.

0 73.6 Wed 18:15 Poster A
STM Tip-Induced Manipulation of Tetrahydrofuran and
Diethyl Ether on Si(001) — eTamam Bonamup!, MARCEL
ReutzeL!, GrrsoNn MeTrTe!, MicuaeL DorrY2, and ULrich
HorFER! 1 Philipps-Universitéit, 35037 Marburg — 2Justus-Liebig

Universitédt, 34392 Giefien

In the last decades, the adsorption of organic molecules on silicon sur-
faces has been subject of intense research. The resulting hybrid struc-
tures provide a promising tool to increase the functionality of semi-
conductor devices. In most cases, the respective adsorbate reactions
are thermally induced; however, electronically induced processes may
open additional reaction pathways and/or better control of single re-
action channels. In this study, we investigate both lateral movement
as well as chemical conversion of ether molecules on Si(001) induced
by tunneling electrons from a STM tip.

The adsorption mechanism of ether molecules on Si(001) is well un-
derstood: At low temperature, a dative bond between the oxygen atom
of the intact ether molecule and the Dgown state of the buckled silicon
dimer is established. At room temperature, ether cleavage leads to co-
valent Si-O and Si-C bonds [ChemPhysChem 15, 3725 (2014), JPCC
119, 6018 (2015)]. For Diethyl Ether, a tip-induced hopping of a -C2Hs
fragment is observed at positive sample bias. For Tetrahydrofuran, the
tunneling electrons can induce the transition from the datively bonded
intermediate state to the covalently bonded final state. In both cases,
we observe a dependence on tunneling voltage and current which are
discussed in terms of the underlying excitation mechanism.

O 73.7 Wed 18:15 Poster A

A transition metal complex transformation in ionic liquids
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monitored by photoelectron spectroscopy — eBENJAMIN MAY,
MicHAEL HONLE, HANS-PETER STEINRUCK, and FLORIAN MAIER —
Chair Physical Chemistry II, FAU University Erlangen-Niirnberg, Ger-
many

Ionic liquids (ILs) — salt melts with melting points below 373 K do
exhibit an extremely low vapor pressure making them suitable for sur-
face science investigations under ultra-high vacuum conditions, in con-
trast to conventional molecular liquids. Within the last years, our
group performed various types of fundamental reaction studies in ILs
in combination with X-ray photoelectron spectroscopy (XPS).[1] Here,
we report on a temperature-dependent IL metal complex transforma-
tion.

The transition metal IL [EMIM]2|Co(NCS)4][2] was mixed with the
IL [EMIM][NCS]. Osborne et. al. reported thermochromic behavior
for a similar system: in the presence of an excess of free thiocyanate
anions, the blue tetrahedral [Co(NCS)4]?~ complex anion reversibly
forms below 223 K a pink octahedral [Co(NCS)g]*~ complex.[3]

In our study, IL signals were monitored by XPS and UPS be-
tween room temperature and 213 K. Below the transition tempera-
ture, changes in the Co2p line were observed indicating a shift of the
complex equilibrium towards the octahedral complex.

[1] H.-P. Steinriick, Phys. Chem. Chem. Phys. 2012, 14, 5010-5029.
[2] T. Peppel, et. al., Angew. Chem. Int. Ed. 2010, 49, 7116-7119.
[3] S.J. Osborne, et. al. , Dalton Trans. 2015, 44, 11286-11289.

O 73.8 Wed 18:15 Poster A
Theoretical model for the time evolution of a diffusion grating
at a solid-liquid interface — ALExXANDRA C. DAvIiLA!, e ECKHARD
PeHLKE!, DANIEL BEICHT?, and OLAF MaGNUssEN? — lnstitut fiir
Theoretische Physik und Astrophysik, Christian-Albrechts-Universitét
zu Kiel — Z?Institut fiir Experimentelle und Angewandte Physik,
Christian-Albrechts-Universitat zu Kiel

Diffusion at electrochemical interfaces is a fundamental process in elec-
trochemistry. It is the crucial factor determining, e.g., the growth
mode during electrolytic deposition and thus, ultimately, the quality
of the deposited films. Under UHV conditions, surface diffusion coeffi-
cients have been measured by various techniques [see, e.g., J.V.Barth,
Surf. Sci. Rep. 40, 75 (2000)], for instance by analyzing the evo-
lution of adsorbate concentration profiles on the surface. Here we go
beyond the situation in UHV and present a mathematical model for
the time evolution of the concentration profile of a concentration grid
at a solid-liquid interface created by Laser induced thermal desorption.
The desorption of particles from the adsorbate layer into the liquid,
the diffusion in the liquid, and the adsorption back onto the surface
are accounted for. The effect of diffusion of the adsorbate through the
liquid will be discussed.

O 73.9 Wed 18:15 Poster A
Electrochemical etching of proton irradiated p-GaAs —
®ALRIK STEGMAIER, ULRICH VETTER, and Hans HorsAss —
2. Physikalisches Institut, Georg-August-Universitdt Gottingen,
Friedrich-Hund-Platz 1, 37077 Gottingen

Microelectromechanical systems (MEMS) combine electrical and me-
chanical features on the micrometer scale and are used for an increas-
ing number of applications, including energy harvesters, accelerometers
and pressure sensors [1]. Proton beam writing (PBW) is a maskless
lithographic method for the production of microstructures for such ap-
plications [2]. With PBW it is possible to produce three dimenstional
structures by varying only the fluence of the proton irradiation on a
p-GaAs sample, followed by electrochemical etching [3].

As such, the electrochemical etching of the sample is of large impor-
tance for producing high quality final structures. While electrochemi-
cal etching of defect poor GaAs is reasonably well understood [4] there
is comparatively little published work on highly irradiated material.

Here the electrochemical etching with KOH of p-GaAs irradiated
with protons (energies up to several MeV) is investigated experimen-
tally, improving upon previous findings [5].

[1] V. Cimalla et al., J. Phys. D: Appl. Phys., 40(20), 6386, 2007

[2] J.A. van Kan et al., Appl. Phys. Lett., 83(8), 1629, 2003

[3] P. Mistry et al., Nucl. Instr. Meth. Phys. Res. B, 237, 188, 2005

[4] P. Allongue et al., J. Electroanal. Chem., 317, 77-99, 1991

[5] M. Schulte-Borchers et al., J. Micromech. Microeng., 22, 025011,
2012

O 73.10 Wed 18:15 Poster A
Investigation of Calcium-Silicate surfaces with UHV-IRRAS
to understanding the first step in the corrosion of concretes
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— oCARSTEN NATZECK, PETER WEIDLER, CHRISTOF WOELL, and
PeTER THISSEN — Institute of Functional Interfaces, Karlsruhe In-
stitute of Technology (KIT), Hermann-von-Helmholtz-Platz 1, 76344
Eggenstein-Leopoldshafen, Germany

The well-oriented Calcium-Silicate substrate Wollastonite as our model
sample is a chemically well characterized mineral (CaSiOgz). It has ver-
satile physical properties for use in industry, reaching from medicine
with the formation of artificial bones due to its bioactivity to construc-
tion chemistry with Calcium-Silicates (CS) as model system e.g. for
cement and concrete. The surface chemistry of this CS substrate has
been studied using infrared reflection-absorption spectroscopy under
ultrahigh-vacuum conditions (UHV-IRRAS) using water and methanol
as probe molecules. Exposure of the cooled substrate (100 K) to HoO
leads to the formation of surface OH-species. This proton transfer,
which is a crucial step in the corrosion of concrete, is found to be
absent when the same surface is exposed to methanol. These results
are analyzed on the basis of a detailed, first-principles computational
study employing densitiy function theory (DFT) and allow to derive
a consistent picture on the chemical properties of this important min-
eral surface. Implications for corrosion protection of concrete in harsh
environments will be discussed.

0 73.11 Wed 18:15 Poster A
Molecular Level Understanding of the Sorption of the
Phosphorus-Containing Compounds on Mineral Surfaces —
e AsHoUR AHMED and OLIVER KUHN — Institute of Physics, Univer-
sity of Rostock, Rostock, Germany.

The future of universal supply with phosphorus (P) fertilizer has got a
critical attention that alarmed the public research platforms and also
initiated novel ones. Improvement of our understanding to the soil
P cycle needs advances in analytical and theoretical methods of in-
vestigation. In the current contribution, we are going to explore the
optimal quantum-chemical strategy to describe P-related processes at
soil mineral surfaces. Since P exhibits a great diversity of inorganic
and organic P species, we investigate the different binding motifs and
energies of these species at different mineral surfaces using density
functional theory. Particular attention is paid to unravel the compe-
tition between P- and organic compounds for mineral surface sites in
the presence of water.

O 73.12 Wed 18:15 Poster A
Adsorption and diffusion of cobalt phthalocyanine molecules
on the Ag(100) surface — GrazyNa ANTczak!, eWoJCIECH
Kamikski', Acara SaBik!, CHRISTOPHER ZAUM?, and KARINA
MORGENSTERN® — lInstitute of Experimental Physics, University of
Wroctaw, Wroctaw, Poland — Z2Institut fiir Festkdrperphysik, Leib-
niz Universitéit Hannover, Hannover, Germany — 3Lehrstuhl fiir

Physikalische Chemie I, Ruhr-Universitdt Bochum, Bochum, Germany

Surface diffusion is essential to many technological processes, such as
crystal growth, catalysis, sintering, etc. It influences the stability of
functional and technologically important materials. The surface diffu-
sion of adatoms on surfaces has been already widely investigated, but
it is still the remaining challenge to probe and fully understand the
motion of bigger objects, such as organic molecules.

We investigate the geometry, the electronic structure, and the dif-
fusion mechanism of CoPc molecules adsorbed on the Ag(100). The
measurements were performed using the LT-STM and supported with
the DFT calculations. We demonstrate that the complex surface diffu-
sion mechanism of CoPc molecules involves, in the same temperature
range, a combined translational and rotational molecular motion. Both
processes are associated with similar activation energies; however, the
translation is more frequently observed. Two channels for surface dif-
fusion were identified: the first provides only a channel for translation,
while the second couples the translational and the rotational molecu-
lar motion on the transition path. The existence of the two channels
explains a higher rate for the translation determined in experiment.

0O 73.13 Wed 18:15 Poster A
Pt single atoms and nanoclusters stabilized by ultrathin ox-
ide film: performance and oxygen vacancy creation in CO ox-
idation — exionc znoul:2, ka1 wul, and wer cuen? — 'BNLMS,
College of Chemistry and Molecular Engineering, Peking University,
Beijing 100871, China — 2Department of Chemistry, National Univer-
sity of Singapore, Singapore 117543, Singapore
A series of model catalysts consisting of Pt single atoms and nan-
oclusters supported by monolayered CuO film grown at Cu(110) were
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successfully prepared, which could be stabilized well above room tem-
perature and exhibited a high performance in CO oxidation at tem-
peratures as low as ~360 K. Combined scanning tunneling microscopy
and temperature-programmed desorption measurements directly evi-
denced that at the initial CO oxidation stage, oxygen vacancy in the
CuO lattice was generated at the nearest neighbour of the Pt nan-
oclusters. The experimental measurements showed that the oxidation
activity was inversely proportional to the Pt nanocluster size. In con-
trast, the Pt single atoms possessed no surface reactivity for the CO
oxidation due to the early and complete desorption of CO before its
oxidation on the model catalysts commenced.

O 73.14 Wed 18:15 Poster A
Photon Induced Processes in CH4:D>0O Interstellar Ice Mim-
ics Initiated by Femtosecond XUV Pulses — eJoHN THROWER,
TUSHAR SUHASARIA, ROBERT FRIGGE, SEBASTIAN RoLiNG, and HEL-
MUT ZACHARIAS — Physikalisches Insitut, Westfilische Wilhelms-
Universitat Miinster, Miinster, Germany

Solid state physical and chemical processes on dust grain surfaces play
an important role in the chemical evolution of the interstellar medium.
In dense molecular clouds, these grains are coated with layers of HoO
dominated molecular ices doped with carbon containing species in-
cluding CO, CH30H and CH4. Star formation can lead to these ices
being bathed in a flux of XUV and soft X-ray photons, providing a
non-thermal energetic input that can lead to the production of more
complex species as well as providing a low temperature desorption
route for returning molecules to the gas phase. We have used fem-
tosecond XUV (A = 30.4 nm) pulses generated by the Free-Electron
Laser in Hamburg (FLASH) to irradiate interstellar ice mimics con-
sisting of D2O and CHy4 deposited on an HOPG substrate at 15 K.
Time-of-flight mass spectrometry, combined with multiphoton ionisa-
tion, reveals a rich variety of neutral and ionic desorption products
including ejected ionic clusters. The ion desorption yield is found to
be non-linear with respect to the photon flux, permitting the probing
of reaction dynamics using two correlated pulses, temporally separated
by 0.5-6 ps.

0O 73.15 Wed 18:15 Poster A
XUV photochemistry of CO and 3CD30D ice mixtures on
HOPG — eTUSHAR SUHASARIA, JOHN THROWER, ROBERT FRIGGE,
SEBASTIAN RoLiNng, and HELMUT ZAcHARIAS — Physikalisches Insti-
tut, Universitdt Miinster, Germany

In the interstellar medium (ISM), photochemical reactions occur on
the surface of dust grains. In cold regions the grains are covered by
mixed molecular ices. In these ice matrices, high-energy radiation
from young stars leads to the formation of new molecules. On a cold
(ca. 15 K) highly-oriented pyrolytic graphite (HOPG) surface, a mix-
ture of CO and 3CD30D was irradiated by 30.4 nm femtosecond
XUV pulses from the Free-electron laser in Hamburg (FLASH). The
resulting desorption products were identified by time-of-flight mass
spectrometry and are dominated by low mass fragment ions from the
adsorbed molecules along with some higher mass clusters. In addition,
a (2+1) resonance enhanced multi-photon ionization (REMPI) scheme
via the B'Y + XY transition of CO molecules at 230 nm was used
to probe the internal energy content of desorbing neutral CO. The
desorbing ions and neutral products show a non-linear intensity de-
pendence which allows the determination of the reaction dynamics by
two-pulse correlation measurements.

O 73.16 Wed 18:15 Poster A
Ultraschnelle Dynamik von Photooxidationsreaktionen auf
Titandioxid — eFLoRIAN KNALL und THORSTEN BERNHARDT —
Universitat Ulm

Titandioxid ist ein wichtiger Photokatalysator, dessen Einsatzberei-
che von der Entfernung organischer Schadstoffe in der Umgebungsluft
iiber Abwasser-Aufbereitung bis hin zu selbstreinigenden Oberflachen-
beschichtungen reichen. Die Photooxidation von organischen Molekii-
len ist in all diesen Bereichen von Bedeutung. Allerding sind in vielen
Féllen sehr wenige molekulare Details der oft hochkomplexen Reak-
tionen bekannt. Ein molekulares Verstdndnis der elementaren Reakti-
onsschritte bildet jedoch die unbedingte Voraussetzung zur gezielten
Optimierung moderner photokatalytischer Materialien. Wir verwen-
den eine neue experimentelle Methode, die Oberflachen-Pump&Probe-
Laser-Massenspektrometrie, welche ideal geeignet ist, um derartige Re-
aktionen zu untersuchen. In diesem Beitrag wird diese neue Technik
auf die Photooxidation organischer Adsorbate auf Titandioxid ange-
wendet, um so erstmalig einen Einblick in die elementaren molekularen
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Reaktionsdetails photokatalytischer Reaktionen an Oxidoberflachen zu
erhalten.

O 73.17 Wed 18:15 Poster A
Pump-probe photoemission spectroscopy of Oz on Pt(111)
at a Free-Electron Laser — eGiuserPE MERcURIO!, LuUkas
WEeNTHAUS!, Frorian Hieke!, Henrike HowmpeL!, GUNTER
BreNNER?, HARALD REDLINZ, and WILFRIED WURTH!? — 1Physics
Department and Center for Free-Electron Laser Science, University of
Hamburg, Hamburg, Germany — 2DESY Photon Science, Hamburg,
Germany

The interaction of oxygen with the platinum surface has been the
subject of extensive experimental and theoretical studies in the last

decades because of its technological relevance in many catalytic re-
actions. In order to improve heterogeneous catalysis at surfaces to
achieve more efficient catalysts and less undesired by-products it is
essential to gain a microscopical understanding of fundamental chem-
ical reactions. To this purpose we investigate chemisorbed oxygen
molecules on a Pt(111) surface by means of time-resolved photoemis-
sion spectroscopy in a pump-probe experiment. We used as pump fs
laser pulses at 800 nm and as probe free-electron laser pulses from
FLASH at DESY in Hamburg at 566 eV. In this way the dynamics
of the adsorbed molecule and the energy exchange with the surface
leading to the excitation of the adsorbates could be investigated with
a time resolution better than 500 fs for several ps after the absorption
of the pump pulse at the surface.

O 74: Ultrafast Electron and Spin Dynamics at Interfaces

Time: Wednesday 18:15-20:30

O 74.1 Wed 18:15 Poster A
Electron dynamics at an azobenzene-functionalized metal
surface — WiBKE BronscH, LaRrissa Boig, e CORNELIUS GAHL, and
MarTIN WEINELT — Fachbereich Physik, Freie Universitdt Berlin,
Germany

Self-assembled monolayers (SAMs) of azobenzene-decorated alkanethi-
ols represent a versatile class of systems for the functionalization of a
metal surface with molecular switches. The alkyl-linker chains serve
as a buffer layer to efficiently decouple the chromophores from the
metal substrate. In this contribution we investigate the electron dy-
namics in SAMs of azobenzene-decorated undecane thiol diluted with
dodecanethiol on Au(111) by means of two-photon photoemission spec-
troscopy. For a pure dodecanethiolate SAM a lifetime of ~50 ps has
been reported for an image potential state [1]. We found that the pres-
ence of azobenzene shortens its lifetime considerably. Furthermore,
photoisomerization causes a change of the work function depending on
the density of the photochromic moieties.

[1] M. Shibuta, N. Hirata, R. Matsui, T. Eguchi, and A. Nakajima,
J. Phys. Chem. Lett. 3, 981 (2012).

O 74.2 Wed 18:15 Poster A
Exciton Dynamics in Thin Sexithiophene Films on Au(111)
— WiBkE Bronscu!, eSEBAsTIAN Baum!, MALTE WANSLEBEN!:2,
KrisToF ZIELKE!, CorNELIUS GaHL!, and MaRTIN WEINELT! —
IFreie Universitéit, Berlin, Deutschland — 2Physikalisch-Technische
Bundesanstalt, Berlin, Deutschland

Sexithiophene (6T)/Gold is a model system for an organic semiconduc-
tor/metal interface. Exciton formation and relaxation as well as charge
transfer processes across those interfaces are of high relevance in molec-
ular electronics. Starting from the optical properties of thin 6T films
on Au(111) investigated by differential reflectance spectroscopy, we
performed time-resolved two-photon photoelectron spectroscopy using
different excitation energies below and within the vibrational progres-
sion of the S1 absorption band. As a result we can draw a detailed
picture of the exciton dynamics.

0O 74.3 Wed 18:15 Poster A
High harmonic generation at 500 kHz: an XUV light source
for solid state spectroscopy — eJoHANNES FELDL, MICHELE Pup-
PIN, YUNPEI DENG, MARTIN WoOLF, and RALPH ERNSTORFER — Fritz-
Haber-Institut der Max-Planck-Gesellschaft, Faradayweg 4-6, D-14195
Berlin

We present a table-top ultrafast extreme ultraviolet (XUV) light source
operating at a repetition rate of 500 kHz. The frequency-doubled
output of an optical parametric chirped pulse laser amplifier drives
high harmonic generation (HHG) in noble gas jets with high backing
pressure. A single harmonic with photon energy near 22 eV and a
bandwidth of 100 meV is spectrally isolated. The best photon flux, ex-
ceeding 1011 photon/s from HHG, was obtained with an argon gas jet.
This high-repetition rate XUV light source permits time- and angle-
resolved photoemission spectroscopy with high counting statistics and
provides access to electron dynamics in the full Brillouin zone.

O 744 Wed 18:15 Poster A
Resonant excitation and circular dichroism of the second
Dirac cone of the topological insulator BizSe3 — eSopPHIA
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Location: Poster A

KerTeRL!, SEBASTIAN OTT0?, MARTIN BASsTIAN!, CORNELIUS

GanL!, THOMAS FausTER?, and MARTIN WEINELT! — 1Freie Uni-
versitit Berlin, Arnimallee 14, 14195 Berlin, Germany — 2 Universitét
Erlangen-Nirnberg, Staudtstr. 7, 91058 Erlangen, Germany

Topological insulators (TIs) host metallic topological surface states
(TSS) with helical spin structure. This makes them promising mate-
rials for the generation of spin-polarized currents. The TI BixSes is
intrinsically n-doped and thus the TSS at the I" point with a Dirac
cone dispersion is occupied. Two-photon photoemission (2PPE) ex-
periments have shown that BiaSes exhibits a second Dirac cone in the
band gap between the second and third conduction band [1].

We studied the properties of the second Dirac cone of BizSes by
2PPE with both linearly and circularly polarized light. We show
that the second Dirac cone can be populated directly from the first
Dirac cone by photoexcitation with 1.7 eV photon energy. We observe
dichroic photoemission for both circularly polarized probe and pump
pulses. This hints at a helical spin structure of the second Dirac cone
[1] and its asymmetric population, respectively. Both are necessary to
create photocurrents with a definite spin polarization.

We studied the temporal evolution of the transient population of the
second Dirac cone in order to understand how inter- and intraband
scattering influences photocurrents within the TSS.

[1] D. Niesner et. al., Phys. Rev. B 86, 205403 (2012).

O 74.5 Wed 18:15 Poster A
Investigation of charge dynamics by optical Pump-Probe
Scanning Tunneling Microscopy — eTERENCE THiAs, PHILIPP
KrotH, KaTHARINA KaIiser, and MARTIN WENDEROTH — IV.
Physikalisches Institut, Universitdt Goéttingen, Friedrich-Hund-Platz
1, 37077 Gottingen

The combination of optical Pump-Probe techniques with Scanning
Tunneling Microscopy (STM) enables us to merge atomic resolution
of an STM with time resolution on the ns time scale. As it is be-
yond the bandwidth of the current amplifier we use Shaken-Pulse-
Pair-Excitation technique [1]. By illuminating the n-doped GaAs(110)
surface we generate electron hole pairs, which will be separated in the
tip-induced Space Charge Region (SCR). This results in a hole accu-
mulation layer at the surface. As recent results have shown [2]| these
holes can serve as an additional tunnel channel into the valence band.
Studying the time evolution of the photo-induced tunnel current gives
access to the charge dynamics .Surprisingly, we have found a depen-
dency on the pulse duration of excitation as well as on the tunnel
current. We discuss two main processes determining the relaxation
characteristic of the excited system. One process is the filling of the
photo-generated holes trapped at the surface, the other is the charg-
ing/discharging of dopants changing the local SCR beneath the STM
tip.

[1] Terada et al., Nature Photonics, 4(12), 2010

[2] Kloth et al., Nat. Comm. (2015)

O 74.6 Wed 18:15 Poster A
A setup for time-resolved SHG microscopy of 2D heterostruc-
tures — eJoNAS ZIMMERMANN, GERSON METTE, and ULrRICH HOFER
— Philipps-Universitat Marburg, Renthof 5, 35032 Marburg, Germany

Van-der-Waals coupled 2D materials span the whole range from metal-
lic over semiconducting up to isolating materials and their combination
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leads to fascinating opportunities for designing stacked heterostruc-
tures. The huge variety of possibilities calls for experimental methods
which can effectively probe the structure as well as the electron dy-
namics of these heterostructures.

Here, we present an experimental setup for time-resolved studies on
interfaces of 2D heterostructures by means of SHG microscopy. This
technique allows us to quantify the crystal structure via polarization
dependent measurements and will give access to the electron dynam-
ics via time-resolved pump-probe measurements. We demonstrate the
capabilities of our setup with measurements done on CVD grown poly-
crystalline WSo monolayer flakes. The resolution of the experiment is
diffraction limited to about 2pum. The relative orientation of several
crystal domains can be determined with an error of a few degrees.
Because the setup is designed to exclude any dispersion afflicted com-
ponents, high temporal resolution by the use of ultra-short laser pulses
in a pump-probe measurement is feasible. This combination of high
temporal and spatial resolution can be applied to 2D heterostructures
to study the effects of relative crystal orientation on time-dependent
charge transfer processes between different materials.

O 74.7 Wed 18:15 Poster A

Mutual influence of relaxation processes in laser-irradiated
metals — eKar KLEIN, SEBASTIAN WEBER, and BAERBEL RETH-
FELD — Fachbereich Physik und Forschungszentrum OPTIMAS, TU
Kaiserslautern, Germany

When an ultrashort laser pulse irradiates a metal, energy is absorbed
by the electron system which is driven out of thermal equilibrium on
a femtosecond time scale. Due to electron-electron collisions a new
thermodynamical equilibrium state within the electron system is es-
tablished in a characteristic time, the so-called thermalization time.
At the same time, electron-phonon collisions transfer energy to the
phononic system until both temperatures equilibrate.

We study the dynamics of the nonequilibrium systems by apply-
ing complete Boltzmann collision integrals to describe the transient
electron distribution due to excitation, thermalization and relaxation.
Specific material properties enter the calculation through the density
of states.

The results show the mutual influence of both collision processes.
We see that the coupling to the phonons affects the electron thermal-
ization. Moreover, the electron-phonon coupling strength differs from
the equilibrium coupling, when the electron system is not thermalized.

O 75: Overview Talk: Ulrike Diebold

Time: Thursday 9:30-10:15

Invited Talk O 75.1 Thu 9:30 S054
Ternary oxides with the perovskite structure exhibit an in-
triguingly rich variety in their physical and chemical proper-
ties. — oULRIKE DiEBoLD — Institute of Applied Physics, TU Wien,
Wiedner Hauptstrasse 8-10/134, 1040 Vienna, Austria

The surfaces of these promising, yet complex materials are poorly un-
derstood. In the talk I will provide an overview of surface studies of
perovskite oxides, and, for a few examples, discuss optimum prepa-
ration parameters for a reproducible surface structure and how this
affects reactivity and growth.

The surface of Sr3RusO7, the n=2 member of the Ruddlesden-
Popper series, is structurally quite simple: cleaving in UHV yields a
SrO-like top layer, which is essentially defect-free, except for impurities

Location: S054

in the bulk material. The surface is very reactive towards components
of the residual gas, however. CO, COz, and H20O adsorb readily and
form adsorption complexes. SrTiO3(110) is polar and exhibits a series
of reconstructions that can be controlled by adjusting the chemical po-
tential of its constituents, i.e. by evaporating appropriate amounts of
Sr and Ti and annealing in O2. The (nx1) reconstructions consist of
a monolayer of titania with tetrathedrally-coordinated Ti atoms that
are arranged in corner-sharing rings. When the Ti chemical potential
is increased, the surface switches over to a (2xXm) symmetry with a
titania layer that is composed of Ti in octahedral coordination. These
stoichiometry-dependent, facile structural changes have a profound ef-
fect on surface reactivity, and on the homoepitaxial growth of SrTiO3
during pulsed laser deposition.

O 76: 2D Materials beyond Graphene: Dynamics and Excitation

Time: Thursday 10:30-13:30

Invited Talk 0O 76.1
Spin- and Pseudospin-Polarized Excited States
WSes; — RomaN BEerroni!,

WaLDECKER!, MicHELE PuppiN!, CLAUDE MonNNEY?, CEPHISE
Cacno®, Hannes HuesBener?, UmBerTo DE GIovanNINt?, AN-
cEL RuBio?, MarTIN WoLr!, and eRaLPu ERNSTORFER! — 1Fritz-
Haber-Institut der MPG, Berlin, DE — 2University of Zurich, Zurich,
CH — 3Rutherford Appleton Laboratory, Didcot, UK — 4University
of the Basque Country, San Sebastian, ES

Thu 10:30 S054
in bulk

CHRISTOPHER NICHOLSON', LuTz

The peculiar electronic structure of layered semiconducting transition
metal dichalgogenides (TMDC) like WSes gives rise to internal quan-
tum degrees of freedom of the electrons in addition to the spin, namely
valley and layer pseudospins. Employing XUV-based time- and angle-
resolved photoemission spectroscopy (trARPES) with resonant excita-
tion of excitonic transitions, we observe circular dichroism in the ex-
cited state population in the K valleys of the topmost trilayer of bulk
WSe2. Such spin-, valley and layer-polarized excitations are a manifes-
tation of broken site symmetry in an inversion-symmetric crystal. The
valley- and layer-resolved view on excited state dynamics provided by
trARPES is complemented by the investigation of electron-lattice cou-
pling in multilayer WSeg with femtosecond electron diffraction. Latter
studies reveal the dynamics of global energy transfer from electronic
to vibrational degrees of freedom in TMDCs subsequent to excitonic
as well as interband excitation.

0 76.2 Thu 11:00 S054

Exciton dynamics in two-dimensional materials with strong

spin-orbit interaction: MoSes versus WSeo eDANIEL
1

ScumipT!, TILLMANN GoDDEZ, JOHANNES ScCHMUTZLER!, MARC
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Location: S054

Assmann!, Jore DeBus!, FREDDIE WITHERSS, OsvaLpo DEL Pozo-
7ZaMUDIO?, KONSTANTIN S. NovoseLov®, ANDRE GEIM®, MANFRED
Baver!, and ALEXANDER TARTAKOVSKII? — ! Experimentelle Physik
2, Technische Universitdt Dortmund, D-44221 Dortmund, Germany
— 2Department of Physics and Astronomy, University of Sheffield,
Sheffield S3 7TRH, UK — 3School of Physics and Astronomy, Univer-
sity of Manchester, Oxford Road, Manchester M13 9PL, UK

Monolayers of semiconducting transition metal dichalcogenides such
as MoSa, WS2, MoSe2 and WSez have attracted considerable atten-
tion following the discovery of the indirect-to-direct bandgap transition
from bulk to monolayer material and the coupling of spin and valley
degrees of freedom in atomically thin layers. An important charac-
teristic of these compounds is the strong spin-orbit interaction, which
leads to a splitting between dark and bright exciton sub-bands. A
detailed understanding of dark and bright exciton dynamics and non-
radiative processes is important for light emitting applications as has
been demonstrated in other systems such as phosphorescent organic
light emitting diodes. We measure time-integrated and -resolved PL
in monolayers of MoSes and WSez in a wide range of temperatures
from 10 to 300K and gain insights into the exciton and trion dynam-
ics. Our study reveals similar carrier dynamics for both materials,
whereas pronounced differences have been observed for the overall PL
intensities.

O 76.3 Thu 11:15 S054
Electron dynamics in eiptaxial single layer MoSs — e ANTONIJA
Gruisic-CaBol, JiLL A. Mrwal, SiaNE S. GRONBORG!, JONATHON
M. RiLey?, Jens C. Jonannsen3, CepHiSE CacHo?, OLIVER

. T
ALEXANDER?, RicHARD T. Cuapman?, EmMma SPrINGATE?, MARCO
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Griont®, JeppE V. LauriTsen!, Pui. D. C. King2, PHILIP

Hormann!, and SoreN Urstrup! — 'Aarhus University, DK —
2University of St. Andrews, UK — 3Ecole Polytechnique Federale
de Lausanne, CH — 4CLF, STFC Rutherford Appleton Laboratory,
UK

The current understanding of the optical properties and excited carrier
dynamics in single-layer and few-layer transition metal dichalcogenides
relies largely on a series of photoluminescence and differential absorp-
tion measurements. Since excitons dominate the optical response, the
dynamics of free carriers cannot be studied directly. Here, we use time-
and angle-resolved photoemission spectroscopy to directly measure free
carriers in epitaxial single layer MoS2 grown on either Au(111) or on
graphene. For MoSz/Au(111) we determine an ultrafast (50 fs) ex-
traction of excited free carriers via the metal and ascertain a direct
quasiparticle band gap of 1.95 eV. The observed quasiparticle gap is
significantly smaller than the theoretically estimated value for free-
standing MoS2. This can be explained by a strong renormalisation of
the band gap. For MoSs on graphene, we find indications of induced
band shifts that lead to a time-dependence of the electronic structure.

O 76.4 Thu 11:30 S054
Understanding optical properties of atomically thin semicon-
ductors from a many-body perspective — eMaTrTHIAS DRUP-
PEL, THORSTEN DEILMANN, PETER KRUGER, and MICHAEL ROHLFING
— Institut fiir Festkorpertheorie, Westfalische Wilhelms-Universitét,
48149 Miinster, Germany

Transition metal dichalcogenides (TMDCs) open the door to a fasci-
nating, fast growing field of two dimensional atomically thin semicon-
ductors. This increases the demand for novel theoretical techniques,
which allow to reliably calculate the optical properties in large systems,
the inclusion of substrates or even correlation between more than two
particles.

We take the state of the art approach of DFT — GW — Bethe-
Salpeter equation (BSE) and apply the efficient LDA+GdW [1]
method. This enables us to describe many-body electronic excita-
tions at moderate numerical cost, being able to treat systems of up
to 100 atoms. In the LDA+GdW approximation the quasiparticle
self-energy corrections result from the difference between the correct
semiconducting screening and hypothetical metallic screening.

Our results show how the optical properties of TMDCs are modi-
fied in different situations, e.g. when the screening of the substrate is
taken into account, in the presence of vacancies, or when three excited
particles form a correlated trion state.

[1] M. Rohlfing, Phys. Rev. B. 82, 205127 (2010)

O 76.5 Thu 11:45 S054
Scanning tunneling light emission from single layer MoS; —
eCHRISTIAN LoTzE, NiLs KrRANE, JuLiA LAcGER, GAEL REECHT, and
KarHariNa J. FRANKE — FU Berlin, FB Physik, Arnimallee 14,
14195 Berlin

Transition-metal dichalcogenides form a group of interesting 2d ma-
terials. Among them, the semiconductor MoSg has attracted great
interest, because it has been shown that it turns from an indirect-gap
into a direct-gap semiconductor when reduced to a single layer [1].
As such, potential applications involve its usage for instance as light
emitting device.

Here, we present a combined low temperature scanning tunneling
(STM) and light emission (LE) study on MoS2/Au(111). The STM
geometry allows to locally inject electrons or holes with the tip into the
single layer MoS». Inelastically tunneling electrons and holes can give
rise to emission of photons [2,3]. Here, we detect and analyze spec-
trally resolved the electroluminescence from the MoS2 monolayer on
Au(111). We correlate these LE spectra with the electronic structure,
that we obtained from scanning tunneling spectroscopy. Moreover we
will look into the spatial variation of the LE signals and the role of
defect sites.

[1] Mak et al., PRL 105, 136805 (2010)
|2] Berndt et al., PRL 67, 3796 (1991)
[3] Hoffmann et al., Phys. Rev. Lett. 93, 076102 (2004)

0 76.6 Thu 12:00 S054
Ultrafast photocurrent dynamics in monolayer MoS2 —
ERric PARZINGER, ANNA VERNICKEL, ALEXANDER HOLLEITNER, and
eURrsuLA WURSTBAUER — Walter Schotty Institut and Physik De-
partment, Technical University of Munich, Germany

128

Atomically thin semiconducting transition metal dichalcogenides such
as MoSg are emergent materials for optical and electronic circuits. For
possible high-frequency applications, we investigate the ultrafast pho-
tocurrents in monolayer MoS2 on a picosecond time scale utilizing a
recently developed pump-probe spectroscopy [1-3]. The observed pho-
tocurrent contains three major contributions [4]. An initial ultrafast
response of < 5ps is followed by an exponential decay within a few
hundreds of picoseconds. The third very slow contribution peaks at
around 1.5 ns. This slow part dominates the overall time-integrated
photocurrent intensity. We discuss the impact of laser-induced heating,
the one of built-in fields at metal contacts, and the role of trap states.
We acknowledge the financial support by the ERC-grant NanoREAL,
the DFG excellence cluster Nanosystems Initiative Munich (NIM), and
BaCaTec. [1] L. Prechtel, et al. Nature Communications 3, 646 (2012).
[2] A. Brenneis, et al. Nature Nanotechnology 10, 135 (2015). [3] C.
Kastl, et al. Nature Communications 6, 6617 (2015). [4] E. Parzinger
et al. (2016).

O 76.7 Thu 12:15 S054
Electronic excitations in transition metal dichalcogenides
under the influence of dielectric environments — eMALTE
RoOsNER!, ALEXANDER STEINHOFF2, ROELOF GROENEWALD?, FRANK
JanNke2, STeEPHAN Haas3, CurisToPHER Gies?, and Tmt O.
WEeHLING! — lInstitut fiir Theoretische Physik and Bremen Center
for Computational Materials Science, Universitdt Bremen, Bremen,
Germany — 2Institut fiir Theoretische Physik, Universitit Bremen,
Bremen, Germany — 3Department of Physics and Astronomy, Uni-
versity of Southern California, Los Angeles, CA, USA

We present a material-realistic approach to describe electronic inter-
action effects in transition metal dichalcogenides. On the basis of the
Wannier function continuum electrostatics (WFCE) method [1], we are
able to include the effects of the dielectric environment, which could
serve as a promising tuning knob to control 2D material’s properties.
We study the doping dependence and the influence of different types
of dielectric environments to electronic and plasmonic properties. We
find electronic band structure and plasmon dispersion changes on the
eV scale.
[1] M. Rosner et al., Phys. Rev. B 92, 085102 (2015)

O 76.8 Thu 12:30 S054
Optoelectronic properties of sub-nanometer WS2 and TiS3
investigated by scanning near-field optical microscopy and
nano-FTIR spectroscopy by using synchrotron radiation
— oP. Patokal!, G. Urricn!, A. Ncuven2, A. LiraTov3, A.
Sinitskir®, P. HErRMaNN?, B. KAsTNER?, A. HorHL*, L. BARTELS?,
P. Dowsen®?, G. ULm?, and E. RonL! — !Physikalische Chemie,
Freie Universitit Berlin, Germany — 2Dept. of Chemistry, Univ.
of California Riverside, U.S.A. — 3Dept. of Chemistry, Univ. of
Nebraska-Lincoln, U.S.A. — 4Physikalisch-Technische Bundesanstalt
(PTB), Germany — ®Dept. of Physics and Astronomy, Univ. of
Nebraska-Lincoln, U.S.A.

Among the 2D electronic materials that have received increased atten-
tion recently are the transition metal dichalcogenides (TMD). These
materials, especially below nanometer thickness, exhibit promising
optoelectronic properties for applications in low-dimension electronic
circuits. The combined use of scattering-type near-field optical mi-
croscopy and the broadband synchrotron radiation source MLS (PTB,
Berlin) allows for the highly sensitive spectromicroscopic characteriza-
tion of such 2D semiconductors with a spatial resolution below 30 nm.
We will present recent results on near-field imaging and nano-FTIR
spectroscopy in mid-infrared regime down to monolayer thick TMD
structures. Investigated are optical responses of WS2, such as its in-
teraction with the optical phonon mode of the SiO2 substrate. We will
also show evidence for high charge accumulation at the edges of the
TiS3 structures revealed by optical mapping using tunable CO2 laser.

O 76.9 Thu 12:45 S054
Investigations on the Phonon Spectrum of TiSe; in the CDW
Phase — eRorLanDp HorT, RoLF HEID, and FrRaANK WEBER — Karl-
sruhe Institute of Technology, Institute of Solid State Physics, P.O.B.
3640, D-76021 Karlsruhe, Germany

We report recent results of our investigations on the Charge Density
Wave (CDW) phase transition in TiSegz, performed both experimen-
tally by means of high resolution Inelastic X-ray Scattering (IXS) as
well as theoretically by Density Functional Theory (DFT) based ab-
initio phonon calculations [1].

We extended our calculations to the case of Cu-doping where we
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found a huge hardening of the CDW-related soft phonon due to strong
chemical bonding of the Cu atoms to the TiSeg host lattice. Moreover,
we investigated the phonon spectrum of TiSes in the CDW phase where
we find the expected stabilisation of the lattice. Nevertheless, we still
obtain here a sizeable electron-phonon coupling for the phonons which
derive from the soft phonons of the normal (CDW-undistorted) phase.

[1] F. Weber, S. Rosenkranz, J.-P. Castellan, R. Osborn,
G. Karapetrov, R. Hott, R. Heid, K.-P. Bohnen, A. Alatas,
PRL 107, 266401 (2011)

O 76.10 Thu 13:00 S054
Ultrafast carrier multiplication in 17-TiSes — eSTEPHAN
MicuagL!, SteFFeEN Eicu!, HENRY C. KApTEYN?, MARGARET M.
MURNANE?, MicHAEL BAUER®, Kar RossnaceL?, HaNs CHRISTIAN
ScHNEIDER!, MARTIN AESCHLIMANN!, and STEFAN Marnias?
IUniversity of Kaiserslautern — 2JILA, University of Colorado and

NIST — 3University of Kiel — *University of Gottingen

17-TiSes is a transition metal dichalcogenide, which has a charge den-
sity wave (CDW) state below a temperature of around 200 K, which
may be due to an excitonic insulator mechanism and/or an Jahn-
Teller effect. We studied optically excited carrier dynamics on ultra-
short timescales in the CDW phase using time-resolved ARPES mea-
surements and an effective two-band model including carrier-carrier
Coulomb scattering. In the framework of this model we analyze the
ultrafast response of this material to optical excitation, which is seen
in the experiment. We show that carrier multiplication in the form
of impact ionization is the most satisfactory explanation for the ultra-
fast redistribution of spectral weight observed in the ARPES measure-

ments.

O 76.11 Thu 13:15 S054
Charge density wave kinetics in 1T-TaSs; monitored by ul-
trafast LEED — eS1mmMoN ScHWEDA!, GERO STORECK!, SEBASTIAN
ScuramMM!, Max GuLpE!, Ka1r RossNAGEL?, SascHA ScHAFER!, and
Craus Ropers! — 1IV. Physikalisches Institut, Universitit Gottin-
gen, D-37077 Gottingen — 2Institut fiir Experimentelle und Ange-
wandte Physik, Universitiat Kiel, D-24098 Kiel

We developed an ultrafast low-energy electron diffraction (ULEED)
setup for the study of time-resolved structural dynamics at surfaces,
extending our previous approach operating on ultrathin films in trans-
mission [1]. A laser-driven nanometric needle emitter provides well-
collimated electron pulses with durations of few tens of ps at the sam-
ple for electron energies in the range of 50-200 eV.

In a first application of this technique, we investigate optically in-
duced transitions between charge density wave (CDW) phases [2] at
a single-crystalline 1T-TaSy surface. In particular, the recovery of
the nearly commensurate (NC) room-temperature phase after laser-
excitation to the incommensurate (IC) phase is resolved in the time-
domain. We find a strong dependence of the formation time on the
energy density deposited. Furthermore, at higher optical fluences, the
appearance of metastable NC antiphase domains is observed, caused
by a rapid quench after optical excitation. Our results demonstrate
the potential of ULEED for the study of complex ultrafast structural
and electronic processes at surfaces.

[1] M. Gulde et al., Science 345, 200 (2014)

[2] M. Eichberger et al., Nature 468, 799 (2010)

O 77: Gerhard Ertl Young Investigator Award

Time: Thursday 10:30-13:00

Invited Talk O 771 Thu 10:30 S051
The first single atom magnet — eFaBIo DoNATI!, STEFANO
RuspoNI!, SEBASTIAN STEPANOW?Z, CHRISTAN WACKERLIN!, APARA-
Jsta SiNeHAl, Luca PERsicHETTI2, Romana Barric!, Karsa-
RINA DiLLER!, Epcar FERNANDEs!, FRranNgols Parrtury!, Jan
DREISERD3, ZELIKO éLJIVANCANIN4’57 Kurr KuMMER®, CorRNELIU
Nistor?, PiIETRO GAMBARDELLAZ, and HARALD Brune! — 1Ecole
Polytechnique Fédérale de Lausanne — 2ETH Zurich — 3Paul Scher-
rer Institute — 4Vinca Institute of Nuclear Sciences — 5Texas A&M
University at Qatar — SEuropean Synchrotron Radiation Facility

Realizing magnetic remanence in a single atom is the key to store
and process information in the smallest unit of matter. To achieve
this goal, one needs to protect the magnetic states of the single atom
from quantum tunneling of the magnetization and from scattering with
the electrons of the supporting substrate. Here we demonstrate that
individual rare-earth atoms adsorbed on ultra-thin insulating layers
grown on non-magnetic metal substrates exhibit magnetic remanence
up to a temperature of 30 K and a relaxation time of 1500 s at 10
K. This first example of a single atom magnet shows bistability at a
temperature which is significantly higher than the best single molecule
magnets reported so far. Its extraordinary performances are achieved
by a suitable combination of magnetic ground state and adsorption
site symmetry, as well as by suppressing spin-electron scattering with
conduction electrons by ultra-thin insulating layers.

Invited Talk O 772 Thu 11:00 S051
When Electron Acceptors Donate Charge: Molecular Or-
bitals vs Hybrid Bands at Inorganic/Organic Interfaces —
eOLIVER T. HorMANN!, PATRICK RINKE?, MATTHIAS SCHEFFLERS,
and GEorc HEemMEL? — 1TU Graz, Graz, Austria — 2Aalto Uni-
versity, Helsinki, Finland — 3Fritz-Haber-Insitut der MPG, Berlin,
Germany — *Humboldt University of Berlin, Germany

At inorganic/organic interfaces, the concept of electrons moving in ex-
tended bands collides with the notion of localized molecular orbitals.
For the adsorption of most electron accepting molecules, theory and ex-
periment concordantly report an average charge-transfer smaller than
one electron per molecule, raising the question how such an (indivis-
ible) object can be divided between the subsystems. Using hybrid
density functional theory (DFT) we prepare and contrast both sit-
uations for TCNE molecules on clean and NaCl-passivated Cu sub-
strates. Hybrid DFT functionals localize electrons on a subset of indi-
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vidual molecules, who become charged and whose signatures and as-
sociated observables differ markedly from the delocalized band states
of fractionally charged molecules obtained with semi-local DFT. We
then apply our computational framework to FATCNQ on ZnO(1010),
which exhibits two different charge transfer types. Charge donation
again leads to integer charging of individual molecules, whereas charge
back-donation proceeds via covalent bonds and thus delocalized hybrid
bands. Since back-donation also occurs for the uncharged FATCNQ
molecules in the organic film, we end up with the counterintuitive sit-
uation of positively charged electron acceptors on the ZnO surface.

Invited Talk O 77.3 Thu 11:30 S051
Direct observation of H-bond dynamics using scanning tun-
neling microscopy — eTakasHi Kumacar — Fritz-Haber Institute

H-bond dynamics is involved in many important processes in chemistry
and biology. However, it is still poorly understood at the microscopic
level because the dynamics, H-bond rearrangement and H-atom (pro-
ton) transfer, remains difficult to directly probe at the single-molecule
level. Additionally, quantum nuclear effects, like tunneling and zero-
point energy, play a crucial role due to the small mass of the H atom,
which could cause difficultly in accurately describing the H-bond dy-
namics. We have used low-temperature STM to directly observe the
H-bond dynamics, which were examined with a variety of models as-
sembled from single atoms/molecules by STM manipulation [1-8].

I will discuss the direct observation of several different types of H-
bond dynamics; 1) the H-bond exchange reaction governed by tun-
neling in a water dimer [1], 2) vibrationally-induced H-atom relay re-
actions in one-dimensional H-bonded water-hydroxyl complexes [4],
and 3) the intramolecular H-atom transfer (tautomerization) in a por-
phycene molecule [6,7]. These results provide a novel insight into H-
bond dynamics at the single-molecule level and unveiled the impact
of the local environments on the process that is hidden in studies of
molecular ensembles probed by spatially-averaging spectroscopies [8].

References; [1] PRL 100, 166101. [2] PRB 79, 035423. [3] PRB 81,
045402. [4] Nat. Mater. 11, 167. [5] Visualization of hydrogen-bond
dynamics, Springer (2012). [6] PRL 111, 246101. [7] Nat. Chem. 6,
41. [8] Prog. Surf. Sci. 90, 239.

Invited Talk O 774 Thu 12:00 S051
Visualizing topological states of matter and their interaction
with perturbations using local probes — ePaoLo Sessi — Uni-
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versitat Wiirzburg

Topological insulators (TIs) are a new class of materials insulating
in the bulk but conductive on their surface where they host linearly
dispersing gapless Dirac states. The strong spin-orbit coupling per-
pendicularly locks the spin to the momentum, leads to a chiral spin
texture that restricts scattering channels, and results in spin currents
intrinsically tied to charge currents. Since all these properties manifest
at surfaces, scanning probe techniques are ideal tools to visualize them
with both high spatial and energy resolution. In my talk, I will present
a series of experiments that allow not only to visualize the presence of
Dirac boundary modes, but also to directly prove some of their most
remarkable properties. In particular, I will discuss recent efforts fo-
cused onto the controlled manipulation of topological states, which is
achieved by coupling TIs to well-defined perturbations. First, I will
demonstrate that surface magnetic doped TIs can establish magnetic
order at very dilute concentrations. Then, I will report on the realiza-
tion of spin networks of different symmetries conveniently created at
TT surfaces by self-assembly processes. Finally, I will illustrate how the
introduction of strain can be successfully used to engineer T1I transport
properties.

Invited Talk O 77.5 Thu 12:30 S051
Surface Chemistry of Oxygen and Water on Anatase TiO»

(101) — eMarriN SeTvIN!, ULricH AscHAUERZ, Jan Huival,

1

MICHAEL ScHMID!, ANNABELLA SELLONI?, and ULRIKE DIEBOLD
ITU Wien — 2ETH Zurich — 3Princeton University

TiO2 is a prototypical material used in photocatalysis, e.g.
ter remediation or photocatalytic water splitting. Two polymorphs of
TiOa2, rutile and anatase, are used industrially with anatase typically
preferred in applications. The surface chemistry of water and oxygen
is the basis for majority of (photo)catalytic processes on TiO2; most
prominently in the photocatalytic water splitting and the oxygen re-
duction reaction. We report adsorption of water and oxygen studied by
a combination of experimental and theoretical techniques (STM, nc-
AFM, TPD, XPS, DFT). Special attention is paid to the activation of
adsorbed Oz molecules, i.e. electron transfer from the reduced anatase
sample to the adsorbate. We show that this can occur in regions with
a surplus of excess electrons, e.g., in the vicinity of subsurface donors
and at step edges. In other regions the adsorbed O2 molecules remain
neutral. With nc-AFM we show they can be charged by an electron
injected from the tip. We find a small energy barrier of 0.3 eV for
this process. Interaction between co-adsorbed H2O and O2 is used to
illustrate the reactivity of thus activated Oz. When the two species
react they both dissociate, with terminal (OH)~ groups as the final
product of the reaction, stable at room temperature. This species as
well as the reaction intermediates, OOH and HOOH, are identified
with atomically-resolved SPM measurements.

in wa-

O 78: Nanostructures at Surfaces IV: Various Aspects

Time: Thursday 10:30-13:00

O 78.1 Thu 10:30 S052
Charge dynamics at semiconductor surfaces investigated with
time-resolved Scanning Tunneling Microscopy — ePHILIPP
KrotH, KATHARINA KAlsErR, TERENCE THias, and MARTIN WEN-
DEROTH — IV. physikalisches Institut, Georg-August-Universitat Got-
tingen, 37077 Gottingen, Germany

An overview on the combination of optical excitation and Scanning
Tunneling Microscopy (STM) for studying the carrier dynamics at the
GaAs(110) surface is given. In this system the tip-induced electric
potential is very sensitive to the charge configuration composed of lo-
cally fixed dopants and ambipolar optical excited free carriers present
at the surface. A detailed spectroscopic analysis [1] has shown that
photo-excited charge carriers, trapped in a very local region beneath
the STM tip, contribute to the tunneling current. By adjusting the
current in a controlled manner we are able to actively access different
screening conditions of the electric potential at the surface. Depend-
ing on the dominant tunneling channel, pump-probe excitation can
resolve different recombination processes of charge in the nanoscaled
Space Charge Region. By using the lateral resolution of the STM, the
influence of single dopants on the relaxation dynamics of the system is
investigated. We discuss the impact of these charged and surface-sided
defects in terms of their varying binding energy [2] in comparison to
conventional bulk-positioned donors.

[1] Kloth et al., Nat. Comm. (2015) [2] Teichmann et al., PRL
(2009)

O 78.2 Thu 10:45 S052
Scanning tunneling potentiometry of resistivity dipoles in
thin Bismuth films — eFELIX LUPKE, STEFAN KORTE, VASILY
CHEREPANOV, and BERT VOIGTLANDER — Peter Griinberg Insti-
tut (PGI-3), Forschungszentrum Jiilich, 52425 Jiilich, Germany, and
JARA-Fundamentals of Future Information Technology

We present scanning tunneling potentiometry measurements of thin
Bismuth films using a multi-tip scanning tunneling microscope. De-
fects in the Bismuth films prepared on Si(111) result in localized elec-
tric dipoles when a lateral current is injected into the film. We map
the potential landscape around such defects and analyze them with
respect to classical diffusive transport effects and the Landauer dipole.

O 78.3 Thu 11:00 S052
Circular dichroism and spin polarization from artificial
nanostructures eDANIEL NURENBERG!, ANDREW MARK?Z,
MarTtuias KeETTNER!, PEER Fiscuer?, and HELMUT ZAcHARIAS! —
I Westfilische Wilhelms-Universitit, Miinster — 2Max Plank Institut

fiir intelligente Systeme, Stuttgart
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Metal nanohelices are receiving growing interest because of their gi-
ant plasmon-enhanced optical circular dichroism. We address circular
dichroism in multi-photon photoemission from metal nanohelix arrays
triggered by polarized ultra-short laser pulses from an optical para-
metric chirped-pulse amplifier. We use time-of-flight spectroscopy and
Mott polarimetry to measure the energy distribution and spin polar-
ization of the emitted electrons. Helices made of non-magnetic Ag:Ti
and Ag:Cu alloys on a silicon wafer emit photoelectrons with a po-
larization dependence in yield and longitudinal spin polarization. The
results are compared with single-photon photoemission measurements.

O 784 Thu 11:15 S052
Modeling AFM Adhesion Measurements on Rough Sub-
strates — oTILL JUNGE, MICHAEL SCHAFER, CHRISTIAN GREINER,
and Lars Pastewka — IAM-CMS, KIT, Karlsruhe, Germany

Understanding adhesion forces in dry contact is of particular impor-
tance for the study of both technical and biological micro- and nano-
electromechanical systems. Even in their simplest manifestation — the
pull-off force necessary to break the contact between a nano-scale in-
denter and a rough surface — they are poorly understood. We here use
a boundary element method in combination with an empirical inter-
action potential the contact of a stiff spherical indenter of varying size
acting on an elastic rough substrate. The model is compared to a series
of atomic-force microscopy (AFM) pull-off measurements performed
with silicon tips with tip radii varying between 14 nm and 100 nm on
an ultrananocrystalline diamond (UNCD) substrates. Without any fit-
ting parameters, we find good agreement between the experiment and
our simulations. We use our simulations to analyze the link between
distribution of pull-off forces and statistics of surface roughness of the
substrate. This enables in particular extraction of small scale features
of the rough topography not accessible by standard AFM measure-
ments, such as the root mean square slope of surface roughness.

O 78.5 Thu 11:30 S052
Morphological study of formation of nanopatterned Si sub-
strate produced by Fe assisted low energy ion beam erosion
— @SARATHLAL KoviLoTn VavariL!, Ajay Gupta2, and STEPHAN
Rotu! — 'Photon Science, DESY, Notkestr. 85, D-22607 Hamburg,
Germany — 2Amity Center for Spintronic Materials, Amity Univer-
sity, Sector 125, NOIDA 201313, India

In this work, formation of self-organized Si nanostructures induced
by pure Fe incorporation during normal incidence low energy (1keV)
Ar+ ion bombardment is presented. It has been observed that the
incorporation of Fe affects the evolution of the surface topography.
The addition of Fe generates pronounced nano patterns, such as dots,
ripples and combinations of dots and ripples. The orientation of the
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ripple wave vector of the patterns formed is found to be in a direc-
tion normal to the Fe flow. The nanoripples with wavelength of the
order of 39 nm produced is expected to be the lowest wavelength of
the patterns reported on ion beam eroded structures under the incor-
poration of metallic impurities as per our knowledge. From the AFM
and GISAXS analysis, it has been confirmed that the ripples formed
are asymmetric in nature. The effect of the concentration of the Fe
on morphological transition of the patterns has been studied using
Rutherford back scattering measurements.

O 78.6 Thu 11:45 S052
Investigation of thin Ni films on Pd with Positron annihila-
tion induced Auger electron spectroscopy, XPS and STM —
®SAMANTHA ZIMNIK, CHRISTIAN P10CHACZ, SEBASTIAN VOHBURGER,
and CHrisTOPH HUGENscHMIDT — Heinz Maier-Leibnitz Zentrum
(MLZ) and Physik Department E21, Technische Universitit Miinchen,
Lichtenbergstrafte 1, 85748 Garching, Germany

Positron annihilation induced Auger Electron Spectroscopy (PAES) is
a powerful technique to gather information about the elemental com-
position of only the topmost atomic layer of a specimen. The positron
beam facility NEPOMUC at the research reactor Heinz Maier-Leibnitz
in Garching delivers the world’s most intense positron beam and en-
ables measurement times of only a few minutes per PAES spectrum.
Thus, time-dependent PAES becomes possible and enables the in-situ
observation of the surface segregation process. The surface spectrom-
eter at NEPOMUC uses the complementary techniques PAES, X-ray
photoelectron spectroscopy (XPS) and Scanning Tunneling Microscopy
(STM) to characterize both, the elemental composition of the surface
and its topology. Recent studies on sub-monolayers of Ni on Pd using
time- and temperature dependent PAES will be presented. Financial
support by the BMBF within the project no. 05K13WO1 is gratefully
acknowledged.

O 78.7 Thu 12:00 S052
Nanopore-Electrodes With High Aspect-Ratio For High Per-
formance Electrochemical Devices Replicated From AAO-
Templates — oSTEFAN BOseMANN, Liaovone WEN, HuaprING
Zuao, and YonG LEer — Technische Universitat Ilmenau, Germany

Usually nanowires or nanotube arrays are used for high surface area
nanostructures. The length of these nanostructures is limited due to
agglomeration and collapsing of the NWs or NTs if they reach a spe-
cific length. This restricts the reachable aspect-ratio as well as the
maximization of the surface area and the device performance. We en-
hanced a new approach to go beyond this limit with a more stable
nanostructure architecture.

Very high aspect-ratios (>100) have been realized with nanopore
arrays which show a highly regular structure and made of metal or
metal oxides e.g. Ni and NiO2. The fabricated nanopore electrodes
can be made of active material or can be utilize as scaffolding for
functional core-shell structures for electrochemical devices such as su-
percapacitors or batteries. The realized devices have the ability to
show outstanding performances due to the very high surface area, the
highly ordered structure which allows very good ion transport and the
conductive metal core which enables a very good electron transfer

O 78.8 Thu 12:15 S052
Chemical characterization and structural evolution of
diamond-like carbon films with increasing deposition on
polyethylene terephthalate — eALBErRTO CATENA!, MICHAEL
Kunze?, SIMONE AGNELLO®, STEFAN WEHNER!, and CHRISTIAN B.
FiscHER! — 1Department of Physics, University Koblenz-Landau,
56070 Koblenz, Germany — 2Department of Chemistry, University
Koblenz-Landau, 56070 Koblenz, Germany — 3Department of Physics
and Chemistry, University of Palermo, 90100 Palermo, Italy

The interest in diamond-like carbon (DLC) films on polyethylene
terephthalate (PET) steadily increases due to their potential appli-
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cations as food/beverage packaging and medical devices. Although
much is known about the macroscopic features of such composites,
the physical and chemical properties of the DLC/PET interface and
the film evolution during the deposition are still not fully understood.
The films were gradually deposited on PET by radio frequency plasma
enhanced chemical vapor deposition with acetylene plasma, and ana-
lyzed by Diffusive Reflectance Infrared Fourier Transform and Raman
spectroscopy. Chemical changes of the growing films are discussed in
terms of subplantation processes and interface effects. After an initial
intermixing between DLC and PET forming an interlayer, the epitax-
ial growth of a polymer-like DLC structure is observed. For higher
depositions a structural modification between the polymer-like to a
more diamond-like DLC configuration is revealed. This transition is
related to the folding of dehydrogenated sp2 segmented chains with
subsequent rearrangement of the DLC network in higher depositions.

O 78.9 Thu 12:30 S052
from carbon nanotubes
Lurz!, JuLia Svyurik!, SHARALI MALIK?, SERGEI
LeBEDKIN? | and HENDRIK HOLscHER! — !Institute of Microstructure
Technology (IMT), Karlsruhe Institute of Technology (KIT), 76344
Karlsruhe, Germany — 2Institute of Nanotechnology (INT), Karlsruhe

Institute of Technology (KIT), 76021 Karlsruhe, Germany

Geckos show amazing adhesive properties and are able to walk on
walls and hanging on ceilings. Their adhesion force originates from
nanostructures on their feet. Millions of hierarchical hairs contact the
surface to generate van der Waals forces.

Mimicking the gecko structures can lead to artificial dry adhesives
with a great range of applications (e.g. in robotics, medicine and
space technology). While most dry adhesives are polymer-based and
have benefits of easy fabrication routs and low cost production, they
are not applicable at high temperatures and pressures. Carbon nan-
otubes (CNTs) are stable at high temperatures and, therefore, very
promising as artificial adhesives for specific applications. Several sci-
entific groups have already demonstrated dry adhesives from carbon
nanotubes (CNTs). Which is due to their high aspect ratio the effective
elastic modulus of the tips of CNTs is dropping below 100 kPa accord-
ing to the contact splitting theory. Thus, for a free standing array of
CNTs the resulting adhesive force depends on aspect ratio of CNTs and
array density. In this work we analyse the relation between geometry
of CNT arrays (i.e. diameter of CNTs, their height and density) and
resulting pull-off force measured by AFM (force-distance curves).

Bioinspired dry adhesives
o CHRISTIAN 1

O 78.10 Thu 12:45 S052
Adsorption of diclofenac on single-walled carbon nanotubes
— eMaRriaNA Kozrowskal, PawrL Ropziewicz!, MARTA ZIEGLER-
Borowska?2, and ANNA KaczMAREK-KEDzIERAZ — 1University of
Bialystok, Ciolkowskiego Str. 1K, 15-245 Bialystok, Poland —
2Nicholas Copernicus University, Faculty of Chemistry, Gagarina 7,
87-100 Torun, Poland

Diclofenac belongs to the nonsteroidal anti-inflammatory drugs that
can interact efficiently with biopolymers and carbon materials on the
way of physisorption or/and chemisorption. This allows to apply
carbon-based materials for the removal of diclofenac and its metabo-
lites from water because of their hazardous impact on the environment.
In order to model the efficient sorption material the systematic theo-
retical description of the interactions between diclofenac and carbon-
based material is needed.

Therefore, we investigate the noncovalent adsorption of diclofenac
on single-walled carbon nanotube (SWCNT)(10,0) using density func-
tional theory (DFT) calculations and Car-Parrinello molecular dynam-
ics simulations (CP-MD). We analyze the adsorption energies and the
most stable adsorption patterns. Additionally, CP-MD simulations are
used to mimic the properties of the dicofenac molecule adsorbed and
estimate its adsorption affinity at finite temperature.

The authors gratefully acknowledge the financial support of National
Science Centre, Poland, grant number 2014/13/B/ST8,/04342.
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O 79: Graphene llI
Time: Thursday 10:30-12:45

O 79.1 Thu 10:30 S053
PEEM of epitaxial graphene on silicon carbide — eRICHARD
Honig, CurisTorH KEUTNER, CORNELIS HILSCHER, ULF BERGES,
and CARSTEN WESTPHAL — Experimentelle Physik I, TU Dortmund,
Otto-Hahn-Strafte 4, 44227 Dortmund, Germany

Graphene is a promising candidate for two-dimensional electronic
structures. Especially epitaxial graphene on silicon carbide (SiC) is
in the focus of current studies, due to the well-established infrastruc-
ture for SiC in the semiconductor-industry.

We present photoemission electron microscopy (PEEM) studies
of epitaxial graphene, grown by confinement controlled sublimation
(CCS). This technique is a suitable tool for producing large areas
of homogeneous graphene. The resulting flake-sizes of graphene ex-
ceed the resolution of scanning tunneling microscopy. However, the
PEEM-technique provides a better suited resolution up to the meso-
scopic scale. Hence, PEEM was chosen to study and characterize these
graphene/SiC-samples.

Here, we will demonstrate the first characterization procedures and
results. In the future, samples with an adequate amount of graphene
will be used for further studies, including the real-time imaging of
intercalation-processes.

O 79.2 Thu 10:45 S053

Graphene growth on structured SiC — eALEXANDER STOHR!,

JENs BARINGHAUS?, ALEIXEI ZAKHAROVS, CHRISTOPH TEGENKAMPZ,
and ULricH STARKE! — !Max-Planck-Institut fiir Festkdrper-
forschung, Stuttgart, Deutschland — 2Leibniz-Universitat Hannover,
Hannover, Deutschland — 3MAX IV Laboratory, Lund University,

Lund, Schweden

Despite its missing band gap, graphene is reviewd as a potential suc-
cessor of silicon for applications in logical devices. Nowadays, few tech-
niques are available to introduce a band gap into the band structure of
graphene. One of the most promising methods is the confinement of its
charge carriers into quasi one-dimensional stripes, so called graphene
nanoribbons. Unfortunately, the usual approach to structure graphene
by lithography techniques leads to disorder and defects at the edges of
the nanoribbons, which then dominat the electronic states of the rib-
bon. To circumvent this problem, we structure our SiC-crystal prior
to the graphene growth. After the growth process a faceting of the
sidewalls by 23-28° was observed by AFM. On those areas which are
inclined towards the non-structured surface, diffraction spots and a
m-band were observed in microscopic LEED and ARPES, respectively.
Those experimental findings confirm the growth of ordered graphene
on the facets.

O 79.3 Thu 11:00 S053
A new candidate for silicon carbide (3x3) surface recon-
struction — eJan KroppenBURGH3, Lypia NemEC?3, BIORN
LaNGE*, MATTHIAS SCHEFFLER®, and VoLKER BrLum? — 1 Université
catholique de Louvain — 2Technische Universitit Miinchen — 3FHI
Berlin — 4Duke University

Silicon carbide (SiC) is a primary substrate for high quality epitaxial
graphene growth. Graphene growth on SiC(000-1) surface is signifi-
cantly different from the well controlled monolayer graphene growth
on the silicon face. On the carbon face, a (3x3) surface as a pre-
cursor phase precedes graphene growth changing the thermodynamics
compared to the Si-face|[1]. Despite more than a decade of research the
precise atomic structure of the (3x3) surface reconstruction of SiC(000-
1) is still not clear. Here, we employ an ab initio random structure
search (AIRSS) based on van-der-Waals corrected PBE density func-
tional theory (DFT) to identify the reconstruction in the C-rich range.
Our search reveals a new lowest energy surface reconstruction model for
the C-rich SiC(000-1) face that was not previously reported|2] and that
would explain the very different graphitization behaviour compared to
the Si-face. Simulated STM images are in excellent agreement with
previously reported experimental findings|[3,4].

[1] Nemec et al, Phys. Rev. Lett. 111, 065502, 2013

[2] Nemec et al, Phys. Rev. B 91, 161408, 2015

[3] Hiebel et al, Phys. Rev. B 80, 235429, 2009

[4] Hiebel et al, Phys. Rev. B 45, 154003, 2011

O 79.4 Thu 11:15 S053
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Characterisation of Graphene Electrodes — eMaRrkus Manz!,
MARTIN LoTTNER!, MARTIN STUTZMANN!, and Jose GARRIDO!2 —
I'Walter Schottky Institut, Technische Universit#it Miinchen, Garching,
Germany — 2Catalan Institute of Nanoscience and Nanotechnology,
Barcelona, Spain

The biocompatibility and flexibility of graphene devices allow for long-
term in vivo detection of action potentials [1]. Thus, graphene has a
serious advantage over former approaches [2] using other materials,
which are rigid or brittle. Furthermore, the transparency of graphene
micro electrodes allows for simultaneous optical stimulation/imaging
and electrical recording [1]. While graphene has a high in plane conduc-
tivity, the out of plane conductivity of undoped single layer graphene
(SLG) is rather low. This is a major drawback for the detection of
neurotransmitters through their respective redox reactions. There-
fore, various methods have been developed to increase the out of plane
conductivity and ’activate’ [3] the SLG electrodes. We investigated
two methods of graphene ’activation’, namely ozonization and doping
with nitric acid. We characterized the modified electrodes using cyclic
voltammetry, impedance spectroscopy, and Raman spectroscopy. We
then compared the sensitivity of the untreated and ’activated’ elec-
trodes towards the neurotransmitters norepinephrine and dopamine.

[1] Kuzum, D. et al, Nat. Commun. 5:5259doi:
10.1038 /ncomms6259 (2014). [2] Kwon, K. Y. et al. in Biomedi-
cal Circuits and Systems Conference (BioCAS), 2012 IEEE 164-167
(2012). [3] Kasry, A. et al., ACS Nano 4, 3839-3844 (2010).

O 79.5 Thu 11:30 S053
Ultraclean Freestanding Graphene by Pt-metal catalysis —
eJEAN-NicoLas LoNnccuamp, CoNRAD EsScHER, and HANS-WERNER
Fink — Physics Department of the University of Zurich, Winterthur-
erstrasse 190, CH-8057 Ziirich, Switzerland

When using graphene as a substrate in electron microscopy, the pres-
ence of residues is obstructive because the latter are often of the same
size as the object under study. While the growth of defect-free single-
layer graphene by means of chemical vapor deposition (CVD) is nowa-
days a routine procedure, easily accessible and reliable techniques to
transfer graphene to different substrates in a clean manner are still
lacking. We have discovered a method for preparing ultraclean free-
standing graphene using the catalytic properties of platinum metals.
Complete catalytic removal of a sacrificial PMMA layer only requires
annealing in air at a temperature between 175°C and 350°C. Here, we
will describe in detail the preparation process for obtaining ultraclean
freestanding graphene by Pt-metal catalysis. The presentation of low-
energy electron holography and TEM investigations will demonstrate
that areas of ultraclean freestanding graphene as large as 2 microns
square can now routinely be prepared.

O 79.6 Thu 11:45 S053
Nano-scaled graphene solution-gated field-effect transistors
ePrTER KNECHT!, BENNO MARTIN BrascHkE!, KAROLINA
SToI1BER!, MARTIN LETTER!, StMON DRIEscHNER!, and JosE ANTO-
N10 GARRIDO? — !'Walter Schottky Institut, TU Miinchen, Garching,
Germany — 2Catalan Institute of Nanoscience and Nanotechnology,

Barcelona, Spain

Graphene solution-gated field-effect transistors (SGFETs) are a
promising biosensing platform, due to their unique properties such as
high charge carrier mobility, low electronic noise, good electrochemical
performance and an excellent biocompatibility. The recording of cell
action potentials using graphene SGFETs has already been demon-
strated. However, the sensing area of several hundred square microm-
eter is not small enough to resolve potential changes on a subcellular
level. In this work, we present the fabrication of nano-scaled graphene
SGFETs where the transistor area is reduced to 0.01 square microm-
eter. The dependence of the transistor’s transconductance and the
electronic low frequency noise on size and shape of the sensing area
is studied. In addition, we investigate if the reduced device size leads
to a more pronounced dependence of the device’s performance on the
graphene quality. Finally, the recording of cell action potentials using
the nano-scaled devices is demonstrated and compared to micro-scaled
graphene SGFETs.

O 79.7 Thu 12:00 S053
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Graphene wrinkles: their conductivity, crystallinity,
reactivity — eRauL D. Robricuez!2, Tao Zuana3,
KaLBacoval2, Devancg ParMar!, AkHIL NaIr!, Zoue KHaN!,
MaHFUJUR RanaMAN!, Insan Amin?, Jacek Gasiorowskil, Ev-
GENIYA SHEREMET!, RAINER JoRDANZ, MicHAEL HIETscHoLD!, and
DietricH R.T. Zaun'2? — Mnstitut fiir Physik, Technische Univer-
sitit Chemnitz, Chemnitz 09107, Germany — 2Center for Advancing
Electronics Dresden (cfaed), Germany — 2Professur fiir Makromoleku-
lare Chemie, Department Chemie, Technische Universitdt Dresden,
Mommsenstrasse 4, 01062 Dresden, Germany

Wrinkles appear to be unavoidable in graphene produced by chemical
vapor deposition (CVD) on copper. Despite its generality, isolating
the role of wrinkles on overall electrical conductivity, crystallinity, and
chemical reactivity of CVD-grown graphene remains an open issue.
We investigate the reactivity of basal planes and wrinkles in graphene
with polystyrene bromide (PSBr) and correlate it with electrical con-
ductivity, defect concentration, and doping with a special resolution
from the micro- to the nano-scale. We show that wrinkles dominate
the chemical reactivity of CVD graphene, and moreover, that doping
with the same functionality can yield opposite electronic type to the
basal plane regions (n- vs. p-type). These results expand our under-
standing of wrinkles in CVD graphene towards engineering for novel
applications.

O 79.8 Thu 12:15 S053
Conversion of pyrrolyl-thiophenol self-assembled monolayers
(SAMs) into carbon nanomembranes (CNMs) and graphene
— oCHRrIsTOF NEUMANN!, MarTHIAS FUSER?, MICHAEL MOHNS,
Ute Kaiser3, ANDREAS TERFORT2?, and ANDREY TURCHANIN! —
Hnstitute of Physical Chemistry, Friedrich Schiller University Jena,
07743 Jena — Z2Institute of Inorganic and Analytical Chemistry,
Goethe University Frankfurt, 60348 Frankfurt — 3Electron Microscopy
Group of Materials Science, Ulm University, 89081 Ulm

The conversion of aromatic self-assembled monolayers (SAMs) into
carbon nanomembranes (CNMs) and graphene presents a promising
pathway to the production of a broad variety of functional 2D materi-
als [1]. The properties of these materials can be flexibly tuned via an

appropriate choice of the molecular building units for SAMs. Here we
investigate the conversion of 4-(1H-pyrrol-1-yl)thiophenol and 4-(2,5-
dimethyl-1H-pyrrol-1-yl)thiophenol SAMs on polycrystalline copper
foils into CNMs via the electron induced crosslinking. Furthermore,
we study the pyrolytic transformation of these CNMs into graphene at
temperatures up to 800 °C. We characterize these different conversion
steps and the resulting physical and chemical properties of CNMs and
graphene by a number of complementary experimental techniques in-
cluding X-ray photoelectron and Raman spectroscopy, high-resolution
transmission electron and helium ion microscopy as well as by electric
transport measurements. [1] P. Angelova et al.,: A Universal Scheme
to Convert Aromatic Molecular Monolayers into Functional Carbon
Nanomembranes, ACS Nano 7, 6489 (2013)

O 79.9 Thu 12:30 S053

Extracellular stimulation of electrogenic cells using graphene

devices — eKaRroLINA STOIBER!, MARTIN LoTTNER!, MARKUS
Manz!, SiMon DriescHNER!, BeENNO BrascHkre!, MARTIN
StuTzMaNN®, and JosE A. Garripo'?2 — Walter Schottky Insti-

tut, Technische Universitiat Miinchen, Garching, Germany — 2Catalan
Institute of Nanoscience and Nanotechnology, Barcelona, Spain

Graphene is a highly conductive, chemically stable, flexible and bio-
compatible material. = Therefore, Graphene microelectrode arrays
(GMEAs) are a promising bio-sensing and cell stimulation platform
in neural implants. In this work, the electrical stimulation of HEK293
and HL1 cells through extracellular voltage trains by GMEAs is pre-
sented. Further, the investigation of the biocompatibility of graphene
foam and its capability for extracellular stimulation is discussed.

GMEAs with circular electrodes were fabricated using standard
photo-lithography techniques. For the characterization of the devices
Raman-spectroscopy and cyclic voltammetry were used. The cell mem-
brane potential of HEK293 cells was monitored during extracellular
stimulation via patch-clamping. HL1 cells, a cardiomyocyte-like cell
line, were dyed with a calcium-sensitive fluorophore and the modula-
tion of their firing frequency upon stimulation was recorded.

Graphene foam devices were fabricated as previously described. The
devices were characterized electrochemically and their capability for
extracellular stimulation of HL1 cells tested.

O 80: Frontiers of Electronic Structure Theory: Focus on Topology and Transport 1V

Time: Thursday 10:30-13:15

Topical Talk O 80.1 Thu 10:30 H24
Transport phenomena in broken-symmetry metals: Geome-
try, topology, and beyond — eIvo Souza — Universidad del Pais
Vasco, San Sebastian, Spain

While topological quantization is usually associated with gapped sys-
tems — Chern insulators and topological insulators — it can also occur
in broken-symmetry metals, where the Fermi surface (FS) consists of
disjoint sheets: the Berry-curvature flux through each sheet is quan-
tized, defining an integer Chern index. Using ferromagnetic bcc Fe as
an example, I will describe how the F'S Chern numbers are related to
the chiral degeneracies (“Weyl points”) in the bandstructure. When
placed in a static magnetic field, a Weyl (semi)metal will display the
chiral magnetic effect (CME), where an electric field pulse E || B
drives a transient current j || B. Weyl semimetals with broken in-
version and mirror symmetries can also display a “gyrotropic magnetic
effect" (GME), where an oscillating magnetic field drives a current and,
conversely, an electric field induces a magnetization. The GME is the
low-frequency limit of natural optical activity. It is governed by the
intrinsic magnetic moment (orbital plus spin) of the Bloch electron on
the F'S, in much the same way that the anomalous Hall effect and CME
are governed by the F'S Berry curvature. Like the Berry curvature, the
intrinsic magnetic moment should be regarded as a basic ingredient in
the Fermi-liquid description of transport in broken symmetry metals.

Topical Talk O 80.2 Thu 11:00 H24
Dirac Fermions in Antiferromagnetic Semimetal — ePEIZHE
Tanag, QuaN Zaou, Gang Xu, and SHOU-CHENG ZHANG — Depart-
ment of Physics, McCullough Building, Stanford University, Stanford,
California 94305-4045, USA

The analogues of elementary particles in condensed matter systems
have been extensively searched for because of both scientific interests
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Location: H24

and technological applications. Recently massless Dirac fermions are
found to emerge as low energy excitations in the materials named Dirac
semimetals. The currently known Dirac semimetals are all nonmag-
netic with both time-reversal symmetry T and inversion symmetry P.
Here we show that Dirac fermions can exist in one type of antiferro-
magnetic systems, where T and P are broken but their combination
PT is respected. We propose orthorhombic antiferromagnet CuMnAs
as a candidate, analyze the robustness of the Dirac points with sym-
metry protections, and demonstrate its distinctive bulk dispersions as
well as the corresponding surface states by ab initio calculations. Our
results give a new routine towards the realization of Dirac materials,
and provide a possible platform to study the interplay of Dirac-related
physics and magnetism.

0 80.3 Thu 11:30 H24
Spin Hall effect in non-collinear antiferromagnets Mn3X
(X=Sn, Ge, Ga) — eYanc Zuanc!3, Yan Sun!, Craupia
FeLser!, and Binanal Yan!2 — 1Max Planck Institute for Chem-
ical Physics of Solids, 01187 Dresden, Germany — 2Max Planck In-
stitute for the Physics of Complex Systems, 01187 Dresden, Germany
— 3Leibniz Institute for Solid State and Materials Research, 01069

Dresden, Germany

Recently, large anomalous Hall effect (AHE) was realized in non-
collinear antiferromagnetic (AFM) compounds Mn3X (X=Sn, Ge, Ga).
We have found that the nonzero Berry curvature — origin of the AHE
observed — will lead to another topological effect, the spin Hall effect
(SHE) in the titled compounds. We have systematically investigated
the intrinsic SHE and revealed large spin Hall conductivity [71000
((*/e)*(S/cm)|, which is comparable to that of the well-know SHE
material Pt. Our work present a new family of AFM compounds for
the room-temperature spintronic applications.
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O 80.4 Thu 11:45 H24
Electronic reconstruction and anomalous Hall conductivity in
3d-oxide honeycomb lattices within the corundum structure
— ®SANTU BAIDYA and ROSSITZA PENTCHEVA — Fakultat fiir Physik
and Center of Nanointegration (CENIDE), Universitdt Duisburg-
Essen, 47057 Duisburg

The electronic structure of 3d transition metal oxide honeycomb lay-
ers confined in the corundum structure (a-Al2O3) along the [0001]
direction is investigated using density functional theory including
an on-site Coulomb term (GGA+U). While in some cases (e.g.
(M203)/(Al203)5, M=Fe, Co, V, Cr, Ni) the confined geometry pre-
serves the magnetic and electronic ground state properties of the corre-
sponding bulk corundum compound M2Os3, strong deviations from the
bulk behavior are observed in the case of Ti2oO3z and MnsOgs bilayers.
Our results indicate a formation of a quasi two-dimensional electron
gas with a vertical confinement of ~5 A for TioO3 and ~8.5 A for
Mn20O3. As a function of lateral strain (Ti2Os3)/(Al203)s undergoes
a metal-to-insulator transition associated with a switching of orbital
polarization. In the metallic state the Dirac point can be tuned to the
Fermi level by variation of the c¢/a ratio. Including spin-orbit coupling
a finite anomalous Hall conductivity is observed in (M203)/(Al203)5
(M=Ti, Mn).

O 80.5 Thu 12:00 H24
Anomalous hall effect in triangular antiferromagnetic ordered
structure — eHao Yanc!, SUN Yan2, FELsErR CLAUDIAZ, PARKIN
Stuarr!, and BingHAT YANZ — Max Planck Institute of Microstruc-
ture Physics, 06120 Halle(Saale), Germany — ?Max Planck Institute
for Chemical Physics of Solids, 01187 Dresden, Germany

The anomalous Hall effect (AHE), a fundamental transport phe-
nomenon of electrons in solids, has been believed to appear in fer-
romagnetic materials. Very recently AHE is revealed in noncollinear
antiferromagnetic compounds. In this work, we have systematically in-
vestigated the AHE in antiferromagnetic materials Mn3X (X=Ir, Ge,
Sn, Ga), where noncollinear 120-degree type antiferromagnetic spin
order exists in the quasi-layered lattice. Assisted by the symmetry
analysis, we demonstrate the strong anisotropy of the intrinsic anoma-
lous Hall conductivity that is determined by the Berry curvature in
the band structure. Our work well interprets recent experiment obser-
vations and predicts novel antiferromagnetic material candidates for
the spintronic application.

O 80.6 Thu 12:15 H24
Anomalous Hall conductivity and orbital magnetization as
local quantities — e ANTIMO MARRAZzO! and RAFFAELE RESTAZ
— ITHEOS, EPF Lausanne, Switzerland — 2Dipartimento di Fisica,
Univ. Trieste, Italy

Anomalous Hall conductivity (AHC) and orbital magnetization (OM)
are—from a theorist’s viewpoint—closely related: both have an ex-
pression as k-space integrals of the appropriate geometrical quantity.
The k space is an artificial construct: all bulk properties are embed-
ded in the ground state density matrix in r space, independently of the
boundary conditions. Is it possible to address AHC and OM as local
properties, directly in r space? For insulators, two recent papers have
proved that the answer is affirmative: both AHC (quantized in insu-
lators) and OM can be evaluated from a local formula over bounded
samples. A rationale can be found in the “nearsightedness” of the den-
sity matrix: but since this is qualitatively different in insulators and
metals (exponential vs. power law) it is not obvious that the same
successful approach can be extended to metals. Using model Hamilto-
nians, we have performed simulations over 2D bounded metallic flakes,
where the T-invariance is broken in two alternative ways: either & la
Haldane, or by a macroscopic B field. In both cases, our simulations
show that the relevant quantity can be extracted from a knowledge of
the electron distribution in the bulk region of the sample only. This
looks counterintuitive because the OM of a magnetized sample owes to
currents localized near its surface; but the key reason for the success
of the local approach to AHC and OM is that the formulas are not
based on currents.

0 80.7 Thu 12:30 H24

Laser induced DC photocurrents in a Topological Insula-
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tor thin film — eTHoMAS ScHUMANN!, NINaA MEYER!, GREGOR
MussLER?, Eva ScuMoRANzEROVAZ, DacMArR Burkovicova?, He-
LENA REICHLOVA®, Lukas BRAUN®, CHRisTIAN FrANz®, MICHAEL
CzerNER®, PrrTR NiEMEC?, DETLEV GRUTZMACHER?, TOBIAS
KamPFRATH?, CHRISTIAN HEILIGER®, and MARKUS MUONZENBERG!
— 1IfP, EMA University Greifswald, Germany — 2MFF, Charles Uni-
versity, Prague, Czech Republic — 3FZU, Prague, Czech Republic —
4PGI-9, Jiilich, Germany — FHI Berlin, Germany — %University of
Gieflen, Germany

Topological Insulators (TI) open up a new route to influence the trans-
port of charge and spin in a surface film via spin-momentum locking
[1,2]. It has been demonstrated experimentally [2] that illumination by
circularly polarized light can result in excitation of a helicity-dependent
photocurrent.We report our recent results on laser induced photocur-
rents in a terniary 3D TIT thin film. The resulting photocurrents are
classified after [1,2] and we show that there are at least two signals
visible, for example in time dynamics, which behave different in the
suggested parameters.

We acknowledge the funding of the DFG via the SPP 1666 Topo-
logical Insulators and the joint DAAD PPP Czech Republic project
FemtomagTopo. [1]S.D.Ganichev,W.Prettl,J.Phys.: Condens. Matter
15 (2003) R935-R983

[2]J.W.Mclver,D.Hsieh,H.Steinberg,P.Jarillo-Herrero and N.Gedik,
Nature Nanotechnology 7, 96-100 (2012)

O 80.8 Thu 12:45 H24
Robustness of exchange protocols of Majorana fermions in
quantum wire networks — eCHRrisTiAN TuTscuku!, RoLr W.
REINTHALER!, CHAO LEI?, ALLAN H. MacDonaLD?, and EWELINA
M. Hankiewicz! — 1Faculty of Physics and Astrophysics, Univer-
sity of Wiirzburg, Wiirzburg, Germany — 2Department of Physics,
University of Texas at Austin, USA

The interface between topological non-trivial, one-dimensional, spin-
less p-wave superconductors and the vacuum is connected to the ap-
pearance of Majorana edge-modes [1], whose non-trivial exchange
statistics makes them promising candidates for topological quantum
computation [2]. Via T-Bar structures build of 1D-nanowires we can
manipulate and exchange the Majorana fermions by purely electrical
means [3]. By applying a tight binding approach we solve the time de-
pendent Bogoliubov-de Gennes equations for the Kitaev chain model
[1] and also cure the problem of an appearing additional Majorana-
boundstate located at the T-Bar crossing point for small lattice con-
stants. Furthermore we analyze how the robustness of the exchange
protocols is affected by non-adiabatic effects or by a finite overlap of
the Majorana bound states.

We acknowledge financial support by the DFG within SFB 1170 To-
CoTronics.
[1] A. Y. Kitaev, Physics-Uspekhi 44, 131 (2001)
(2] D. A. Ivanov, PRL 86, 268 (2001)
(3] J. Alicea et al., Nature Physics 7, 412 (2011)

0 80.9 Thu 13:00 H24
Unpaired Majorana modes in Josephson junctions arrays
with gapless bulk excitations — eMaNUEL Pino GARrciA — De-
partment of Physics and Astronomy, Rutgers The State University of
New Jersey, 136 Frelinghuysen rd, Piscataway, 08854 New Jersey, USA

The search for Majorana bound states in solid-state physics has been
limited to materials which display a gap in their bulk spectrum.
We will show that such unpaired states appear in certain quasi-
one-dimensional Josephson junctions arrays with gapless bulk exci-
tations. The bulk modes mediate a coupling between Majorana bound
states via the Ruderman-Kittel-Yosida-Kasuya mechanism. As a con-
sequence, the lowest energy doublet acquires a finite energy differ-
ence. For realistic set of parameters this energy splitting remains much
smaller than the energy of the bulk eigenstates even for short chains of
length L 7 10. In this talk, we first explain the JJA system and how to
model it with an Ising-like Hamiltonian. Then, a qualitative argument
is employed to obtain the low-energy effective theory using unpaired
Majorana modes. We will show numerical results which confirm the
validity of this effective theory and discuss problems that may arise in
the experimental realization of our proposal.
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Invited Talk O 81.1 Thu 10:30 H4
Imaging orbitals and defects in superconducting FeSe/SrTiO3
— oJENNIFER Horrman!:2, Dennis Huanc!, Tariana WEeBB!,
Suiane Feng!, Can-L1 Sonc!3, Cur-Zu CHaNG?, JAGADEESH
Moobera?, and Ertnimios Kaxiras! — 'Harvard University, Cam-
bridge, MA, USA — 2University of British Columbia, Vancouver,
Canada — 3Tsinghua University, Beijing, China — *Massachusetts
Institute of Technology, Cambridge, MA, USA

Single-layer FeSe grown epitaxially on SrTiO3 has been shown to su-
perconduct with T, as high as 100 K, more than a factor of 10 higher
than bulk FeSe. This dramatic enhancement motivates intense efforts
to understand the superconducting mechanism and to design and fab-
ricate devices. Nematic order, breaking the 4-fold rotational symmetry
of the crystal, has been proposed as an important factor in the super-
conducting phase diagram. Meanwhile, atomic defects, which may pin
nematic fluctuations or otherwise perturb superconductivity, can pro-
vide important clues into the superconducting mechanism as well as
practical routes to superconducting devices. Here we use scanning tun-
neling microscopy (STM) to search for orbital nematicity in single-layer
FeSe/SrTiO3, and to investigate atomic-scale defects which locally in-
fluence superconductivity. From quasiparticle interference (QPI) im-
ages, we disentangle scattering intensities from the orthogonal Fe 3d;-
and 3dy. bands, and quantitatively exclude pinned nematic orbital
order with domain size larger than ér ~ 20nm. Furthermore, we iden-
tify a prevalent “dumbbell”’-shaped atomic-scale defect whose place-
ment could be harnessed to define two-dimensional superconducting
devices.

O 81.2 Thu 11:00 H4
Surface structure of Fe3O4(110) investigated by Scanning
Tunneling Microscopy and Density Functional Theory.
eBrIAN WaLLs, OrLaF LUBBEN, and Icor V. SHVETS — School of
Physics and Centre for Research on Adaptive Nanostructures and Nan-
odevices (CRANN), Trinity College Dublin, Dublin 2, Ireland

We have performed a combined Scanning Tunneling Microscopy (STM)
and Density Functional Theory (DFT) study of the (110) surface of
single crystalline magnetite (Fe3O4). The (110)-terminated surface
consists of two alternating planes, namely the A and B planes. Pre-
vious STM studies of the Fe304(110) surface have shown an A-plane
terminated row reconstruction [1,2]. However, in this work STM mea-
surements reveal not just the row reconstruction, but also an atomi-
cally flat surface structure which is present when the rows break. In-
terestingly, this flat structure lies just ~3A below the adjacent rows.

DFT calculations were performed in order to gain an understand-
ing of the flat structure. The calculations indicate that the presence
of vacancies leads to an energetically favourable model and a good
match between simulated STM images (Tersoff-Hamann scheme) and
experimental images.

References:

1. R. Jansen et al., Surf. Sci. 328, 237-247 (1995).

2. G. Maris et al., Surf. Sci. 600, 5084-5091 (2006).

O 81.3 Thu 11:15 H4
Simulating atomic-scale phenomena on surfaces of uncon-
ventional superconductors — eANDREAs KREIseL!, Prayusu
CHouBEY2, Tom BEeRLUN?, BRIAN ANDERSEN!, and PETER
HirscHFELD? — !'Niels Bohr Institute, Denmark — 2Univ. of Florida,

USA — 3CNMS & CSMD, Oak Ridge Nat. Lab., USA

Interest in atomic scale effects in superconductors has increased be-
cause of two general developments: First, the discovery of new ma-
terials as the cuprate superconductors, heavy fermion and Fe-based
superconductors where the coherence length of the cooper pairs is as
small to be comparable to the lattice constant, rendering small scale ef-
fects important. Second, the experimental ability to image sub-atomic
features using scanning-tunneling microscopy which allows to unravel
numerous physical properties of the homogeneous system such as the
quasi particle excitation spectra or various types of competing order as
well as properties of local disorder. On the theoretical side, the avail-
able methods are based on lattice models restricting the spatial reso-
lution of such calculations. In the present project we combine lattice
calculations using the Bogoliubov-de Gennes equations describing the
superconductor with wave function information containing sub-atomic
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resolution obtained from ab initio approaches. This allows us to calcu-
late phenomena on surfaces of superconductors as directly measured in
scanning tunneling experiments and therefore opens the possibility to
identify underlying properties of these materials and explain observed
features of disorder. It will be shown how this method applies to the
cuprate material BiagSroCaCuzOg and a Fe based superconductor.

O 81.4 Thu11:30 H4
Decomposition of the model perovskite SrTiO3 under electro-
chemical stress — ¢ CHRISTIAN RODENBUCHER, GUSTAV BIHLMAYER,
Paur MEUFFELS, RAINER WAaSER, and Kristor SzoT — Peter-
Griinberg-Institut, Forschungszentrum Jiilich, 52425 Jiilich

Transition metal oxides are the key materials for future energy-efficient
electronics in particular for logic and memory devices based on the
resistive switching effect. Since the switching effect is related to a
local reaction of the oxide to an external gradient of the electrical
and chemical potential, we investigate the influence of electrochemical
stress on the prototype perovskite SrTiO3. We demonstrate that upon
application of a DC voltage under UHV conditions, the surface region
of alkaline earth titanates transforms into lower binary oxides with
nanoporous structure. By means of IRT, XPS, EDX, HR-TEM, and
LC-AFM we present that this transformation takes place at relatively
low temperatures and is related to a fundamental macroscopic decom-
position of the oxide changing the physical properties of the surface
region up to depths of several tens of micrometers. Our results demon-
strate that in ternary oxides phase transformations can be induced by
gradients of the electrochemical potential using a technologically sim-
ple method, which not only opens up a new way for tailoring micro
layers of functional transition metal oxides with bespoke properties
for optical, electronic and chemical applications but also demonstrates
the mutability of metal oxides under electrical stress being relevant for
the understanding of the electroforming and switching process in novel
memristive devices.

O 81.5 Thu 11:45 H4
Electronic structure of CeTi04s — eLukas Soiskal and DoMiNIk
Lecur? — 'FMMI, VSB-TU Ostrava, CZ 708 33 Ostrava, Czech Re-
public — 2IT4Innovations Center, VSB-TU Ostrava, CZ 708 33 Os-
trava, Czech Republic

Cerium titanate structures offer broad range of technological appli-
cations because of their optical and catalytic properties. Cerium ti-
tanate can form various phases, which depend on the oxidation state
of cerium. Using the first-principle calculations, we identified the
ground-state structure of a new found phase, CeTi0O4. In analogy with
LaTaOy, the calculated enthalphy of formation indicates that the most
stable structure is the monoclinic one over the orthorhombic structure,
and its stability is by factor four higher than in LaT'aO4. Based on
the calculated electronic structure we determined optical properties,
mechanical properties (elastic constants) and thermodynamical prop-
erties of both structures of C'eT'iO4. The results were obtained using
single-electron framework of density functional theory calculations em-
ploying the VASP code. our results also indicate that cerium is in the
oxidation state of Ce*t.

O 81.6 Thu 12:00 H4
DFT calculations of the electronic and atomic structure
of metal-oxide nanowires formed on Ir(100) — FLORIAN
MITTENDORFER', PascaL FerstL?, MarTtHias CGuso?, Kraus
Heinz?, M.ALEXANDER SCHNEIDER?, LuTz HAMMER?, and eJOSEF
REDINGER! — !Inst. of Applied Physics, TU Wien, Vienna, Austria
— 2Lehrstuhl fiir Festkorperphysik, Univ. Erlangen-Niirnberg, Erlan-

gen, Germany

Recently, a self-organized growth of quasi one-dimensional ordered
cobalt oxide nanowires on the Ir(100) surface has been witnessed. By
deposition of 1/3 ML Co in oxygen rich conditions nanowires of either
CoOg or CoO3 stoichiometry are formed, which bind via oxygen to
the Ir substrate and leave the Co chains almost completely decoupled
from the substrate. We report on DFT calculations for nanowires of
Co0O2 and CoO3 type as well as their Ni, Fe and Mn analogues. We
find a very good agreement with experimental data concerning struc-
tural details and predict an electronic structure which is not strictly
one-dimensional, despite the structural decoupling of the metal atoms
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from the substrate. First results of collinear calculations indicate a
change of magnetism proceeding from nonmagnetic NiOg, via ferro-
magnetic CoO2 and FeOs to antiferromagnetic MnOs.

O 81.7 Thu 12:15 H4
Two-Dimensional Iron Tungstate Honeycomb Layers on
Pt(111) — eSascua Powmp!, Davip Kunness!, Grovanni
Barcaro?, Luca SEMENTAZ, ALESSANDRO FORTUNELLI?, MAR-
TIN STERRER', Farko P. NETzER!, and SvETLOZAR SURNEV! —
Hnstitute of Physics, University of Graz, A-8010 Graz, Austria —
2CNR-ICCOM & IPCF, Consiglio Nazionale delle Ricerche, 1-56124
Pisa, Italy

We report the first example of a 2D ternary oxide layer with a honey-
comb geometry identified as FeWO3, which has no bulk analogue. The
2D iron tungstate phase described here has been synthesized in UHV
via a solid state reaction of (WO3)3 clusters with a FeO monolayer on
a Pt(111) surface. It has been characterized by a variety of surface an-
alytic techniques, involving x-ray photoelectron spectroscopy (XPS),
scanning tunneling microscopy (STM), low-energy electron diffraction
(LEED) and temperature programmed desorption (TPD), combined
with density functional theory (DFT) calculations. Consistent with
the experimental results, the DFT calculations show that the FeWO3
layer consists of a mixed layer of Fe and W atoms, formally Fe2+ and
W4+ species, sitting in fcc and hep Pt hollow sites, respectively, and
arranged in a (2x2) superstructure. This layer is terminated by oxy-
gen atoms in Fe-W bridging positions, forming a buckled honeycomb
lattice. In addition the DFT calculations predict that the 2D FeWO3
layer exhibits ferromagnetic order with a Curie temperature of 95 K, as
opposed to the antiferromagnetic behavior in the bulk FeWO4 phase.

O 81.8 Thu 12:30 H4
In-situ electron microscopy studies of praseodymia on
Ru(0001) — eJon-OraF KrisponglT!, JAN HOCKER!, ANDREAS
ScuAFER?, JuLiaN CaMBEIS', ALEXEI ZAKHAROVZ, YURAN Niu2,
JENs Farral, and JaN INco FLEGE! — 1University of Bremen, Bre-
men, Germany — 2Lund University, Lund, Sweden

Due to the multiple valence states of rare earth elements, their oxides
(REOs) play an important role in catalysis applications. A prominent
example is ceria, which is well known for its oxygen storage capacity.
Grown as microparticles on Ru(0001), ceria shows an excellent crys-
talline quality and thermal stability, making it well suited for catalytic
model studies. We extend these efforts to the less studied praseodymia,
which exhibits an intriguingly complex phase diagram with many sta-
ble mixed-valence compounds between ProO3 and the fully-oxidized
PrOz. Furthermore, praseodymia shows the highest oxygen mobil-
ity among the REOs, rendering PrO,/Ru(0001) an attractive inverse
catalyst model system.

We have prepared ultra-thin films of PrO;/Ru(0001) by reactive
molecular beam epitaxy. Here, we present in-situ investigations on lo-
cal morphology and structure by low energy electron microscopy and
micro-illumination diffraction (LEEM /u-LEED), revealing the nucle-
ation of triangular islands and the formation of rotational domains.
Furthermore, we studied the local chemical composition by x-ray ab-
sorption spectroscopy in imaging mode (XAS-PEEM) and discuss post-
oxidation and reduction processes as identified by x-ray photoelectron
spectroscopy (XPS).

O 81.9 Thu 12:45 H4
Electronic structure of ultra-thin ZnO on Metal substrates
— eBJoERN BienieEk!, Parrick RINKEZ, OLivErR T. HorFMANNS,
and MATTHIAS SCHEFFLER! — ! Fritz-Haber-Institut der MPG, Berlin,
Germany — 2Aalto University, Helsinki, Finland — 3TU Graz, Aus-
tria
ZnO is a promising candidate for applications in opto-electronics. For a
successful application stable n-type and p-type ZnO would be needed.
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As for many wide band gap semi-conductors, p-type conductivity is
difficult to achieve in ZnO. We propose ZnO ultra-thin films on metal
substrates as model systems for investigating p-type conductivity in
ZnO. In our investigation of the electronic structure of ultra-thin ZnO
films (1 to 4 layers) on the (111) surfaces of Ag, Cu, Pd, Pt, Ni, and
Rh by means of DFT with the PBE and HSE06 exchange-correlation
functionals we find a novel mechanism to achieve p-type conductivity
at the surfaces of ZnO thin films on metal substrates. This mecha-
nism is based on the intrinsic polar nature of ZnO (0001) films. With
increasing thickness the polar character of wurtzite ZnO emerges as
the films structurally transform from «-BN to wurtzite. electrons are
transferred from the Zn-terminated interface to adjacent layers. The
resulting field shifts the electronic states upwards until the Fermi en-
ergy, provided by the metal, is reached and the film becomes effectively
p-type doped at its surface by pinning the electronic states of the top
most layer(s) at the Fermi level. The number of layers necessary to
achieve effective p-type doping depends on the metallic substrate. We
also discuss intrinsic defects in the ZnO films on metal substrates.

O 81.10 Thu 13:00 H4
Role of dopants on the performance of metal oxide surfaces
for the water oxidation:a DFT+U approach — eHAMIDREZA HA-
JIYANI and ROSSITZA PENTCHEVA — Fakultét fiir Physik and Center of
Nanointegration (CENIDE), Universitdt Duisburg-Essen, 47057, Duis-
burg

Based on density functional theory calculations including an on-site
Coulomb repulsion term, we explore the oxygen evolution reaction
(OER) at transition metal oxide surfaces. We address strategies how
to reduce the overpotential during OER as well as modification of
the band edge positions through dopants. A systematic variation of
dopands throughout the 3d, 4d and 5d series in a-Fe2O3 (0001) surface
unravels trends concerning the role of d-band occupation and orbital
polarization. Consistent with previous results, the overpotentials cor-
relate with the binding energy of chemisorbed species within a volcano
plot. The underlying mechanisms are discussed by monitoring changes
of valence and spin state of the surface cations throughout the inter-
mediate steps of OER. We further generalize our results to other oxide
structures such as the spinel. Support by the DFG within priority
program SPP1613, project PE883/9-2 and a computational grant at
the Leibniz Rechenzentrum are gratefully acknowledged.

O 81.11 Thu 13:15 H4
DFT study of metallic adsorbates on bulk and thin films of
Zirconia — ¢ WERNFRIED MAYR-SCHMOLZER, FLORIAN MITTENDOR-
FER, and JOSEF REDINGER — Inst. of Applied Physics, TU Wien,
Vienna, Austria

Zirconia (ZrOz2) is a material with many interesting properties, mak-
ing it useful for various technological applications, such as a solid elec-
trolyte in solid-oxide fuel-cells or as an oxygen gas sensor. Therefore,
a detailed understanding of adsorption and interface properties of Zir-
conia is very useful. We present results of DFT calculations for the
adsorption of metal adatoms and clusters on bulk surfaces and on thin
Zirconia films grown by oxidation of a Pt3Zr substrate. The calcula-
tions were performed using the Vienna Ab-Initio Simulation Package
(VASP) employing van-der-Waals density functionals. The bonding
and adsorption mechanism was studied for various metal adatoms such
as noble Au and Ag as well as reactive Ni and Pd. On bulk surfaces we
only find a weak physisorption for noble Au and even weaker for Ag (=
0.5eV), while reactive Ni and Pd show significantly higher adsorption
energies (> 2.0 €V). On a thin supported ZrOg film a general increase
of the adsorption energies by more than 0.5 €V is predicted, resulting a
chemisorbed state for Ag, wheres Au remains more weakly bound. To
investigate mobility and cluster formation of these noble adsorbates
we report on the surface diffusion barriers for silver and gold where
we find values below 0.5 eV. We also report on the interface energy of
silver and gold films of varying thickness on the thin oxide film.
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O 82.1 Thu 10:30 H6
Probing the TiO;/Liquid Interface of a Photoelectrochemi-
cal Cell by X-Ray Photoelectron Spectroscopy — eMICHAEL
F. LicHTERMANY2 MarTHIAs H. RicaTER!2:7, SHU HUl'2, ETHAN
J. CruMmLIN3, STEPHANUS AXNANDAS3, Marco Favaro®4, WaL-
TER DrispeLL®?, Zamip Hussain®, Bruck S. Brunscuwic!, Zur
L1u3:%6 Narnan S. LEwis!?, and Hans-JoacHIM LEWERENZ!2
ICaltech, Pasadena, USA. — 2JCAP, Pasadena, USA. — 3LBNL,
Berkeley, USA. — *JCAP, Berkeley, USA. — 5Chinese Academy of
Sciences, China. — SShanghaiTech University, China. — "BTU C-S,
Cottbus, Germany.

Amorphous TiO2 coatings can stabilize semiconductor photoanodes
such as Si, GaAs, and GaP that are otherwise unstable in aqueous me-
dia [1]. Using tender X-rays with their substantially increased inelastic
mean free scattering length of photoelectrons and using the classical
three-electrode potentiostatic arrangement allows one to follow of the
influence of the applied potentials on the semiconductor electrode en-
ergetics such as band bending and band edge shifts directly |2, 3]. The
observed shifts in binding energy with respect to the applied potential
have directly revealed rectifying junction behavior on semiconducting
samples. Accumulation, depletion and Fermi level pinning were ob-
served. Additionally, the non-linear response of the core level binding
energies to changes in the applied electrode potential has revealed the
influence of defect-derived electronic states on the Galvani potential
across the complete cell. [1] Science 344 (2014) 1005; [2] Sci Rep 5
(2015) 9788; [3] Ener & Env Sci 8 (2015) 2409

0 82.2 Thu 10:45 H6
An Electrochemical, resonant Photoemission and Ambi-
ent Pressure-X-ray Photoelectron Spectroscopic Investiga-
tion of Si/TiO2/Ni/Electrolyte Interfaces — eMarTHiAS H.
RicuTeEr" 27, MicuaeL F. LicuterMan2 Suu Hul2, ETHAN
J. CrumLIN®, STeEPHANUS AXNANDA?, MAaRco Favaro®4, WaL-
TER DrispeLL??, Zamip Hussain®, Bruck S. Brunscuwic!, Zur
L1u3%6 NarHan S. LEwis!2, and Hans-JoacHIM LEWERENZ!Z —
LCaltech, Pasadena, USA. — 2Joint Center for Artificial Photosyn-
thesis, Pasadena, USA. — 3Lawrence Berkeley National Laboratory,
Berkeley, USA. — 4Joint Center for Artificial Photosynthesis, Berke-
ley, USA. — 5Chinese Academy of Sciences, China. — 9ShanghaiTech
University, China. — “BTU C-S, Cottbus, Germany.

Photoelectrochemical cells based on semiconductor-liquid interfaces
provide a method of converting solar energy to electricity or fuels.
Recently, we have demonstrated operational systems that involved sta-
bilized semiconductor-liquid junctions [1]. The electrical and spectro-
scopic properties of the TiO2/Ni protection layer system have been
investigated in contact with electrolyte solutions [2, 3, 4]. From the
response of the photoelectron binding energies to variations in applied
potential the energetics of the solid/electrolyte interface are elucidated.
The degree of conductivity depended on the chemical state of the Ni
on the TiO2 surface. The combinations of these techniques provide
a powerful tool for the investigation of hybrid electrode/solution con-
tacts. [1] Science 344 (2014) 1005; [2] Sci Rep 5 (2015) 9788; [3] Ener
& Env Sci 8 (2015) 2409; [4] J Electrochem Soc 162 (2016) H1

0 82.3 Thu 11:00 H6
Model free method to measure the surface potential of col-
loidal particles in aqueous solution — eGRrazia GoNELLAL, CoRr-
NELIS LUTGgEBAUCKS?, and Syivie Rokk? — !Max Planck Institute
for Polymer Research, Ackermannweg 10, 55128 Mainz, Germany —
2Laboratory for fundamental BioPhotonics (LBP), Institute of Bio-
engineering (IBI), and Institute of Materials Science (IMX), School of
Engineering (STI), and Lausanne Centre for Ultrafast Science (LA-
CUS), Ecole Polytechnique Fédérale de Lausanne (EPFL), CH-1015
Lausanne, Switzerland

Retrieval of information regarding properties of, and processes at, in-
terfaces is notoriously difficult especially at the surface of colloidal
particles in solution. Determination of the surface potential, ®¢, is a
particularly important albeit difficult task. For instance ®¢ affects the
stability of a colloidal suspension and in turn is affected by the open-
ing of ion-channels in a membrane, just to cite two core problems in
colloids and soft matter. Computations have shown that in theory the
SH scattering pattern contains enough information to determine ®g

137

Location: H6

without making any assumptions on the structure or state of the in-
terface. We implement this theory and extend it to low ionic strengths
and use it to determine the surface potential of a variety of colloidal
systems in aqueous solution.

O 82.4 Thu 11:15 H6
Adsorption of Organic Molecules on Iron Oxide Model Sur-

faces in Solution — ePrTER SEIDEL''? and MARTIN STERRER!?
— lInstitute fiir Physik, Unversitit Graz, Universititsplatz 5,
8010 Graz, Osterreich — 2Fritz-Haber-Institut der Max-Planck-

Gesellschaft, Faradayweg 4-6, 14195 Berlin, Deutschland

Single-crystalline oxide thin films supported by metals are a well-
accepted class of model system for studying fundamental aspects of
oxide surface and thin oxide layer chemistry and physics. In the
present contribution, we report on our efforts to expand this model
approach to electrochemical studies on well-ordered oxide surfaces.
Single-crystalline FeO(111) and Fe304(111) films were grown under
ultrahigh vacuum (UHV) conditions on a Pt(111) substrate and sub-
sequently transferred into air or brought into contact with aqueous
solutions. We have tested the stability of the oxide layers in these
environments and characterized their electrochemical properties by
cyclic voltammetry. Two different organic compunds (Catechol and
Aminophthalic acid) were deposited from solution and investigated by
electrochemical and UHV methods. Finally, the surface morphology
and potential-dependent surface structure changes were investigated
in-situ by electrochemical scanning tunneling microscopy.

O 82.5 Thu 11:30 H6
Measurements of Electrochemical Strain
Force Microscopy eVAaLON LusHTAl:2,
TuoMmas GODpDENHENRICH!, BERNHARD RoLiNG2, and ANDRE
SCHIRMEISEN! Hnstitut fir Angewandte Physik, Justus-
Liebig-Universitdt Giefsen, D-35392 Giefsen 2Physikalische
Chemie,Philipps-MarburgUniversitat Marburg, D-35032 Marburg

Electrochemical Strain Microscopy (ESM) has emerged as a powerful
tool for probing ionic transport in battery cathode. A biased AFM
tip concentrates an electric field in a nanometer-scale volume of the
sample, inducing ionic intercalation or deintercalation. The intrin-
sic link between concentration of ionic species and the molar volume
of the material results in electrochemical strain and surface displace-
ment. The magnitude of this displacement is lower than the sensitivity
of modern AFMs. The excitation signal at the tip is chosen at con-
tact resonance frequency in order to amplify the displacement by the
Q factor of the AFM cantilever. The ongoing challenges in ESM are
the quantitative measurement of the displacement and understanding
delocalized electrostatic forces effecting the cantilever motion. Both
challenges are linked to the uncertainty of contact resonance dynam-
ics. We demonstrate a technique to quantify the displacement and
estimate the electrostatic contribution without loss of resonance am-
plification.

Quantitative
using Atomic

O 82.6 Thu 11:45 H6
Solvent- and deposition temperature-dependent 2D
supramolecular assemblies of trimesic acid at the liquid-
graphite interface revealed by scanning tunneling microscopy
— oYEN D.C NguveN, Lars SmykarLra, HA N.T NcuvEen, and
MicHAEL HieTscHoLD — TU-Chemnitz, Institute of Physics, D-09107
Chemnitz, Germany

By using scanning tunneling microscopy (STM), the polymorphism of
self-assembly of trimesic acid molecules at the liquid-solid interface to
graphite was investigated for different kind of solvents and tempera-
tures of the pre-heated during deposited substrate. TMA was dissolved
in phenyloctane, octanoic acid and undecanol, which have different po-
larity. At elevated substrate temperatures, various periodic assemblies
of TMA can be obtained. By increasing the temperature of the pre-
heated substrate, the specific 2D supramolecular network structure and
the corresponding packing density can be precisely tuned in each kind
of the solvents studied. The results found by STM are explained by
the increased concentration of the solution at the pre-heated substrate
as well as the higher mobility of the solute molecules enforcing the
interactions between the molecules, in particular different hydrogen
bonding motifs. Our interpretation is supported by optimizing each



Regensburg 2016 — O

Thursday

structure and comparing their total interactions energy calculated by
PM6-DH+-.

0 82.7 Thu 12:00 H6
Self-assembly of 2,2’-spirobi[4H-1,3,2-benzodioxasiline] at the
solid-liquid interface controlled by solvent polarity — eTHI
Ncoc Ha Ncuven!, Doan CHAU YEN NcuvEN!, THOMAS EBERTZ,
STEFAN SpaNGEZ, and MicHAEL HiETscHOLD! — !Professur Analytik
an Festkorperoberflichen, Institut fiir Physik, Technische Universitét
Chemnitz, Chemnitz, Germany — 2Professur Polymerchemie, Institut
fir Chemie, Technische Universitdt Chemnitz, Chemnitz, Germany

Self-assembled molecular architectures at solid-liquid interfaces are
mainly governed by the chemical nature of solute, solvent as well as
the substrate properties. When molecules solved in a solution are
adsorbed at a liquid-solid interface, in addition to molecule-molecule
and molecule-substrate interactions, the solvent itself can also play
an important role in the formation of self-assembled monolayers. In
this paper, the influence of solvent polarity on self-assembly of the
2,2’-spirobi[4H-1,3,2-benzodioxasiline|[1] is investigated. Such spiro
molecules are useful monomers for the so-called twin polymerization.
Spiro molecules consist of two different parts, - organic and inorganic
- linked together by Si-O units, which can be cleaved under the same
conditions but at different rates resulting in organic and inorganic pre-
cursors for the formation of two different kinds of polymers. In this
way, there are created two different types of polymers out of one kind
of monomer which are interlinked together on the nanoscale creating
a real nanocomposite material. The self-assembly at the liquid-solid
interface of these spiro molecules reveals different adsorbate patterns
driven by solvent polarity.

0O 82.8 Thu 12:15 H6
Porphyrin Metalation at the Solid-Liquid Interface
eMarTHIAS FRANKE!, FLORENCIA MARCHINIZ2, HAaNs-PETER
StrINRUCK!, OLE LyTkeNn!, and FEDpERICcO Josi WIiLLIAMS?
— lLehrstuhl fiir Physikalische Chemie II, Universitdt Erlangen-
Niirnberg, Germany 2Departamento de Quimica Inorganica,
Analitica y Quimica Fisica, Universidad de Buenos Aires, Argentina

Porphyrins are large organic molecules with potential in numerous
technical applications. Especially metalloporphyrins are promising,
since the metal center coordinated to the central cavity strongly influ-
ences the functionality of these molecules. So far, on-surface metallo-
porphyrin synthesis in ultrahigh vacuum has been achieved by codepo-
sition of metal atoms and subsequent annealing. However, the common
way to metalate porphyrins in liquid medium is through deprotona-
tion and coordination of a dissolved metal ion. We have transferred
the liquid phase synthesis approach to the surface by metalating a
free-base porphyrin (2HTPP), adsorbed on an Au(111) single crystal,
by exposure to aqueous zinc acetate solution, yielding ZnTPP.[1] This
reaction happens at room temperature, in contrast to the higher tem-
peratures required for metalation by codeposited metal atoms. Meta-
lation was followed spectroscopically by means of X-ray photoelectron
spectroscopy (XPS). The project is supported by the DFG through
FOR 1878 (funCOS) and by the DAAD.

[1] Franke, M.; Florencia, M.; Steinriick, H.-P.; Lytken, O
Williams, F.; J. Phys. Chem. Lett. 2015, accepted, DOI:
10.1021/acs.jpclett.5b02218

0 82.9 Thu 12:30 H6
Potential step experiments on Ag,Pt;_,/Pt(111) surface al-
loys - the influence of the upper potential limit on surface
structure — eSTEPHAN BECKORD, SyLvAIN BrimaUD, and R. JUR-
GEN BEHM — Ulm University, Institute of Surface Chemistry and
Catalysis, 89069 Ulm

Ag.Pt1_5/Pt(111) surface alloys exhibit electrochemical and catalytic
properties which differ significantly from those of the individual metals.
Studies in our institute revealed them as a very promising candidate
for the oxygen reduction reaction [1]. To unveil possible restructuring
or corrosion processes during the electrocatalytic reaction, which could
strongly influence the electrocatalytic characteristics of the surface al-
loy, we investigated the electrochemical corrosion behavior of struc-
turally well-defined Ag,Pt1_, surface alloys on Pt(111) with different
Ag contents. The surface alloys were prepared under ultrahigh vacuum
(UHV) conditions and structurally characterized by STM before and
after electrochemical investigation. Electrochemical characterization
was performed in a flow cell set up, which also allows measuring the
dissolution of surface atoms during corrosion by a collector electrode.
Additionally the corroded surfaces were electrochemically character-
ized by basic cyclic voltammetry (BCV) in supporting electrolyte (0.5
M H2S04). We demonstrate that the sensitivity of the surface struc-
ture towards corrosion depends sensitively on the surface composition.
The role of Pt atoms for stabilizing the Ag surface atoms is discussed.
[1] S. Beckord, S. Brimaud, R.J. Behm, ORR on Structurally well-
defined Agy Pti—/Pt(111) surface alloys (in preparation)

O 82.10 Thu 12:45 H6
Surface engineering of nanomaterials for electrochemical en-
ergy conversion and storage — eMIN Zuou and YonG Ler —
Institute for Physics and IMN MacroNano*, Ilmenau University of
Technology, Ilmenau 98693, Germany

In view of the worldwide energy challenge in the 21st century, the
electrochemical technologies have received considerable attention for
energy conversion (i.e. photoelectrochemical water splitting) and stor-
age (i.e. secondary ion battery). Nearly all chemical transformations
related to energy conversion and storage take place at the surfaces
and interfaces between electrode and electrolyte. Hence, surface en-
gineering of nanomaterials offers the possibility to optimize the final
electrochemical devices. We employ three-dimensional (3D) ordered
porous architectures to illuminate the important role of surface sci-
ence for energy conversion and storage. For example, a 3D ordered
macro-mesoporous architecture of BiVO4 is first fabricated through
a modified colloidal crystal template method. Superior photocurrent
densities are achieved in return for controllable surface-to-volume ra-
tio. This advantage can be further enhanced within the photoelec-
trodes of faster charge transport. As for electrochemical storage, 3D
ordered porous architecture of amorphous TiO2 is chose as a proof-of-
concept, prototype to illuminate the importance of surface design for
rate capability in sodium ion batteries. The enhancement is primarily
attributed to effective surface ion availability by increasing the rough-
ness of the electrode surface. Both the results of energy conversion
and storage highlight the great significance of surface engineering for
energy-related area.

O 83: Heterostructures and Interfaces

Time: Thursday 9:30-13:15

0 83.1 Thu 9:30 H17
Silicon p-n junctions prepared by group-V in-diffusion in
CVD ambient — eAcNiEszkA Paszuk, OLIVER SUPPLIE, MAREK
Dupa, AnJA DoBricH, PETER KLEINSCHMIDT, SEBASTIAN BRUCK-
NER, and THoMas HANNAPPEL — Technische Universitdt Ilmenau,
Institut fiir Physik, Fachgebiet Photovoltaik, Gustav-Kirchhoff-Str. 5,
98693 Ilmenau, Germany

Integration of ITII-V materials with Si substrates is promising for high-
efficiency tandem solar cells. Preparation of Si bottom cell in MOCVD
environment requires control over the doping. Phosphorus (P) in-
diffusion into crystalline Si is a complex process, but has been shown
suitable to form a working emitter [1,2]. Arsenic (As) in-diffusion on
the other hand is interesting since Si surfaces terminated with As en-
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Location: H17

able the prepareation of B-type GaP/Si(111)[3] and As-based planar
graded buffer layers. Here, we focus on As and P in-diffusion and
its impact on the Si surface (controlled by in-situ reflection anisotropy
spectroscopy). Diffusion of As and P into Si is carried out by annealing
the substrates under TBAs or TBP. We investigated the diffusion in de-
pendence on duration and temperature of the annealing step, precursor
source, reactor pressure and post diffusion annealing. Annealing the Si
surface in presence of the precursors results in surface roughening and
a disordered surface. Subsequent annealing without precursor supply
leads to a re-ordered dimerized surface. [1] E. Garcia-Tabarés et al.,
8th International Conference on Concentrating Photovoltaic Systems
(2012). [2] R. Varache et al., Energy Procedia 77, 493 (2015). [3] A.
Paszuk et al., Appl. Phys. Lett. 106, 231601 (2015).
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0 83.2 Thu 9:45 HI17
Interfacial Doping of a MoS2 Monolayer in a 2D Heterostruc-
ture — eMAHFUJUR RaHAMAN!, GERD PLECHINGER?, RauL D.
RobpRrIGUEZ!, CHRISTIAN ScHULLER?, ToBias Korn?, and DIET-
ricH R.T. Zaun! — 1Semiconductor Physics, Technische Universitét
Chemnitz,09126 Chemnitz, Germany — 2Institut fiir Experimentelle
und Angewandte Physik, Universitidt Regensburg, D-93040 Regens-

burg, Germany

We report on the interfacial doping of the transition metal dichalco-
genide MoS2 monolayer in contact with GaSe and graphite (HOPG).
Photoluminescence (PL) results suggest that the PL emission of MoS2
monolayer on top of GaSe is dominated by neutral excitons. This is
in contrast to MoS2 in contact with HOPG where trions dominate the
PL due to n-type doping. Raman spectroscopy investigations indicate
e- doping of the MoS2 monolayer on top of HOPG reflected by the
change in Alg out-of-plane mode. Finally, the carrier concentration of
MoS2 monolayers for both interfaces is quantitatively determined by
Kelvin probe force microscopy (KPFM). Our results pave the way for
simple, scalable, and patterned doping in order to modify the electrical
and optical properties of MoS2 monolayers and other 2D materials by
engineering the graphite substrate.

0 83.3 Thu 10:00 HI17

Epitaxial growth and conductivity mechanisms of
[LaNiO3/LaAlOs3s]i1o superlattices — eHaominG WEI, MICHAEL
Lorenz, and MARIUS GRUNDMANN — Universitét Leipzig, Institut

fiir Exp. Physik II, Germany

LaNiO3 (LNO) is an interesting material exhibiting Pauli paramag-
netic metallic behavior in a wide temperature range. New properties
can emerge in the LNO-based superlattices (SLs) by modifying the
orbital, electronic, and magnetic structure of bulk LNO [1]. We have
grown LNO, LaAlO3 (LAO) films, and [LNO (d nm)/LAO (2 nm)|10
SLs by plused laser deposition [2]. Sharp reflection high-energy elec-
tron diffraction patterns and atomic force microscopy images confirm
an atomically flat surface. Reciprocal space maps reveal the in-plane
lattice match of the SLs to the substrates. X-ray reflectivity data with
strong Bragg reflections indicate abrupt interfaces of SLs with inter-
facial roughness in the order of one unit cell. A clear quantum con-
finement effect on the electronic properties including a metal-insulator
transition (MIT) of the LNO/LAO SLs is demonstrated for decreasing
LNO thickness. Single LNO films and SLs with LNO thickness of 4
nm show metallic behaviour at all temperatures. The SL with 2 nm
thick LNO shows MIT due to the quantum interference of electronic
waves. Strong localization appears when the LNO thickness of SLs
reduced to 1.2 nm and two-dimensional variable range hopping is the
main conduction mechanism.
[1] M. K. Stewart et al. J. Appl. Phys. 110, 033514 (2011).
[2] H. M. Wei et al. Appl. Phys. Lett. 106, 042103 (2015).

O 83.4 Thu 10:15 H17
How can band offsets in III-V nanowires be determined
correctly by scanning tunneling spectroscopy? — ePHILIPP
EBerr!, PIERRE CaPiop2?, Tau Xu2, AbpriaN Diaz ALvaREzZ,
Xiang-Ler Han?, Davip TroapEC?, JEAN-PHILIPPE Nvs?, MAXIME
BerTHE?, LivErios LyMPERAKIS?, JORG NEUGEBAUER®, ISABELLE
LEFEBVREZ, SEBASTIEN PLIssARD?*, PuiLipPE CAROFF?®, RAFAL
DuniN-Borkowski!, and BRUNO GRANDIDIER? — !Peter Griinberg
Institut, Forschungszentrum Jiilich GmbH, 52425 Jiilich, Germany —
2IEMN, CNRS, UMR 8520, Dept. ISEN, 59046 Lille, France — 3Max-
Planck Institut fiir Eisenforschung GmbH, 40237 Diisseldorf, Germany
— 4CNRS-LAAS, Univ. de Toulouse, 31400 Toulouse, France —
5Dept. of Electronic Materials Engineering, Australian National Uni-
versity, Canberra, ACT 0200, Australia

Scanning tunneling spectroscopy (STS) allows the determination of
band gaps and band offsets at interfaces between different polytypes
or materials of III-V semiconductor nanowires (NWs). However, STS
is mostly wrongly interpreted in literature: The commonly high step
density at the sidewall surfaces of III-V NWs leads to extrinsic surface
states that induce a pinning of the Fermi energy within the funda-
mental band gap. Since the pinning level is different on every poly-
type/material, the relative band edge positions between different NW
segments are extrinsically determined. Therefore, we developed a new
methodology to accurately determine band offsets between different
NW segments by using a thin overgrown shell with wider band gap,
assuring identical pinning of the overgrown and the pure segment.

0 83.5 Thu 10:30 H17

139

Atomic-Scale Electronic Structures across BiFeOs/Lag.7Sro.3MnO3

eterointerfaces — eYA- ING HIU™ O-CHAO UANG U
Het terf Ya-Ping Curul2, Bo-C H 3. p

Yu?, Cuia-SEnce CuaNnG?, and YiNng-Hao Cuu®® — 1Dept. of
Physics, National Taiwan Normal University, Taipei 116, Taiwan —
2Dept. of Physics, National Sun Yat-sen University, Kaohsiung 804,
Taiwan — 3Institute of Physics, Academia Sinica, Taipei 115, Tai-
wan — 4State Key Laboratory of Low-Dimensional Quantum Physics,
Dept. of Physics, Tsinghua University, and Collaborative Innova-
tion Center of Quantum Matter, Beijing 100084, China — ®Dept. of
Materials Science and Engineering, National Chiao Tung University,
Hsinchu 300, Taiwan

Atomic-level evolution of electronic structures across
BiFeOgs/Lag.7Srg.3MnO3 complex oxide heterointerfaces has been
demonstrated by cross-sectional scanning tunneling microscopy and
spectroscopy in this work. Analysis of scanning tunneling spec-
troscopy results exploits how the change in the terminated inter-
face brings the influence to the electrostatic configurations across the
BiFeOs/Lag.7Sr0.3MnO3 heterointerfaces. Spatially unit-cell-by-unit-
cell resolved electronic states at the atomic level reveal that the control
of material interfaces at the atomic level determines the ferroelectric
polarization in BiFeOs. The precise electronic information therefore
provides a clear realization about the electronic state at these complex-
oxide heterointerfaces, which is crucial to understand and design a host
of novel functionalities at complex oxide heterointerfaces.

30 min. Coffee Break
O 83.6 Thu 11:15 HI17

Ultrafast multi-terahertz nanoscopy of strained vanadium
dioxide nanobeams — eMarkus A. Huser!, MarRkUs PLANKL!,
Max EiseLe!, RoBert E. MAaRvEL?, FaBiaN SANDNER!, ToBias
Korn!, CHrisTIAN ScHULLER!, RicHARD F. HAGLUND2, RUPERT
Huser!, and TyLER L. Cocker! — !Department of Physics, Univer-
sity of Regensburg, 93040 Regensburg, Germany — 2Department of
Physics and Astronomy and Interdisciplinary Materials Science Pro-
gram, Vanderbilt University, Nashville, Tennessee 37235-1807, USA
Long regarded as a model system for studying insulator-to-metal tran-
sitions, vanadium dioxide features a rich phase diagram including at
least three insulating states and one metallic state. Recently, the ef-
fects of strain on the transition temperature and nanoscale domain
structure have been brought into focus. In this regard scattering-type
near-field microscopy in the multi-terahertz regime [10-100 THz| has
been proven to be a valuable tool for imaging the spatial heterogeneity
of the transition. However, so far no time-resolved near-field studies
have been undertaken. Here, we show the local pump-probe behavior
of a single-crystalline vanadium dioxide nanobeam upon near-infrared
photoexcitation. We probe with an ultrafast multi-terahertz pulse and
see a modulation of the photoconductivity along the cgr-axis of the
wire. This modulation qualitatively matches the different switching
susceptibilities inside the wire upon thermal heating. We therefore
propose that the switching susceptiblity is built into the wire already
at room-temperature, most likely by strain.

O 83.7 Thu 11:30 H17
Structural and optical characterization of hybrid
ZnO/polymer nanostructures fabricated by spin coating
— oSTEPHANIE BLEY!, ALEJANDRA CaAsTRO-CARRANZA!, LiNUS
Kriec2, ToBias Voss?, and JURGEN Gurowskil — lInstitute of
Solid State Physics, Semiconductor Optics, University of Bremen,
28359 Bremen — 2Institute of Semiconductor Technology, Braun-

schweig University of Technology, 38106 Braunschweig

Hybrid core-shell nanowires with inorganic ZnO cores and organic p-
conductive polymer shells have shown to possess a huge potential for
the realization of efficient light-emitting or photovoltaic devices. A
controlled deposition of the polymer shell is required to tailor the elec-
tronic and optical properties.

We show that spin-coating of planar ZnO layers and nanowires with
poly(3,4-ethylenedioxythiophene) (PEDOT) is suitable to form hybrid
heterojunctions. A thin polystyrene passivating interlayer is deposited
in the hybrid structure. Its thickness is systematically modified to
study its impact on defect state passivation, confirmed by the opti-
cal and electrical performance of the heterojunction. SEM and TEM
characterization of the hybrid ZnO/polymer nanostructures show that
conformal coating is possible. PL measurements confirm that the gen-
eral optical properties of the ZnO have not been significantly changed
after the coating process. A reduction of the defect luminescence of
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the ZnO is found for the passivated samples.

O 83.8 Thu 11:45 H17
Photoelectrochemical investigation of TiOz-coated In-
GaN/GaN nanowires under visible light irradiation
ePauLa NEUDERTH!, 1 PascarL HiLLe!, CHris-

ApiNA FRrRANK',
TIAN REITZ?, 1 JOrG ScHORMANN!, ROLAND

JOrac TEUBERT-,
MagrscHALL?, and MarTIN Eickaorr! — !I. Physikalisches Insti-
tut, Justus-Liebig-Universitit Giefen, GieRen, Germany — 2Institute
of Nanotechnology, Karlsruhe Institute of Technology (KIT),
Eggenstein-Leopoldshafen, Germany — 3Physikalisch-Chemisches In-

stitut, Justus-Liebig-Universitat Giefien, Gieflen, Germany

Composite structures of InGaN/GaN nanowire heterostructures with a
thin anatase titania coverage were prepared by combination of molec-
ular beam epitaxy and atomic layer deposition and investigated with
respect to their photoelectrochemical properties. The bandgap of In-
GaN can be adjusted in the visible regime which makes it suitable for
solar-driven photocatalytic reactions such as solar water splitting. In
these nanocomposite structures an anodic photocurrent under visible
excitation was gained. However, the presence of a thin (2 - 10 nm)
anatase titania film increases the photocurrent significantly although
direct generation of carriers in the titania is not possible. The influence
of the titania coating on charge separation, charge transfer and surface
recombination will be discussed by comparison to photoluminescence
measurements in electrochemical environment.

O 83.9 Thu 12:00 H17
Disorder and Interface Properties in ITI-N-V-quantum wells
— oSEBASTIAN GiIEs, SARAH KARRENBERG, TATJANA WEGELE,
PuiLLip SPRINGER, CHRISTIAN Fuchs, ANDREAS BEYER, MARTIN
ZIMPRICH, WOLFGANG SToLz, KERSTIN VoLz, STEPHAN W. KocCH,
and WoLrFraM HEIMBRODT — Philipps-University Marburg, 35032
Marburg, Germany

Nitrogen containing quantum well (QW) structures are an interesting
material for solar cells and lasers. Because of the band anticrossing be-
tween the N-impurity and the GaAs conduction band the band gap is
pushed towards 1.55 pm. Otherwise N introduces a huge disorder. The
influence of this disorder on QW-interfaces (IF) and optical properties
is scarcely studied. However, IFs are an important part of any device
and influence strongly the charge carrier confinement and the transport
properties. We investigate the quaternary Ga(NAsP) pseudomorphi-
cally grown on silicon. This material is a promising light source for
optoelectronic integration on silicon. The important disorder param-
eters are revealed using photoluminescence (PL) spectroscopy, while
the material’s structure is characterized via transmission electron mi-
croscopy and X-ray diffraction. The conjunction of these methods
allows us to uncover the complex interplay between N-incorporation
and optical and structural properties. Furthermore, type-II excitons
in (Galn)As/Ga(NAs)-heterostructures are studied. The conjunction
of experiment and microscopic theory allows us not only to determine
the band alignment in the heterostructures, but also to directly analyze
the influence of the IF on disorder and optical properties.

0O 83.10 Thu 12:15 HI17
Hybrid structures of semi-metals, excitonic insulators
and superconductors — eDario BEercioux!:? and SEBASTIAN
BerGERET! 3 — 1Donostia International Physics Center (DIPC), E-
20018 San Sebastian, Spain — 2IKERBASQUE, Basque Foundation
of Science, 48011 Bilbao, Spain — 3Centro de Fisica de Materiales
(CFM-MPC) Centro Mixto CSIC-UPV/EHU, E-20018 Donostia-San
Sebastian, Spain

Excitonic insulars are a condensate phase of matter investigated since
the sixties [1]. They remain so far an elusive phase in solid state sys-
tems. Recent experiments on HgTe quantum wells with a width of
circa 20 nm [2] hints at their observation. However, there is no com-
mon agreement on this point [3]. Combinations of excitonic insulators
with superconductors should show evidence of Andreev processes due
to the combination of two different type of condensates [4]. Here, we
present results for hybrid structures combining semi-metals, excitonic
insulators and superconductors and discuss phenomena related to the
interplay between the two distinct condensates.

[1] D. Jérome, T. M. Rice, & W. Kohn, W., Phys. Rev. 158, 462

140

(1967).

[2] G. M. Minkov, et al., Phys. Rev. B 88, 155306 (2013).

[3] M. Knap, J. D. Sau, B. I. Halperin, & E. Demler, Phys. Rev. Lett.
113, 186801 (2014).

[4] F. Dolcini, et al., Phys. Rev. Lett. 104, 027004 (2010).

0 83.11 Thu 12:30 H17
A functional renormalization group approach for treating in-
teractions in disordered electron systems — ¢ CHRISTIAN SEILER
and FERDINAND EvVERS — Institut fiir Theoretische Physik, Univer-
sitdt Regensburg, Deutschland

We propose an approach to treat the effects of interactions in disor-
dered electron systems on a numerical level. The idea is to solve the
non-interacting disorder problem for a given disorder realization ex-
actly. We then use the functional renormalization group method to
introduce interactions on a perturbative level. In contrast to usual
applications of the fRG, we formulate it in terms of the eigenfunctions
of the disordered non-interacting Hamiltonian. The main advantage
of our approach is that we are able to treat disorder exactly from
a numerical point of view, while the fRG enables us to characterize
interaction-induced phase transitions that the system undergoes in an
unbiased manner. This allows us to study the phase diagram of a
model system without being restricted in the strength of the disorder.

O 83.12 Thu 12:45 H17
Ab initio Anderson localisation in Si:P — eEpoarpo G.
Carnio!, Nicuoras D. M. Hine!, Davip QuicLEy! 2, and RuDOLF
A. RomeERD?2 — 1Department of Physics, The University of Warwick,
Coventry CV4 7AL, UK — 2Centre for Scientific Computing, The
University of Warwick, Coventry CV4 7TAL, UK

The Anderson metal-insulator transition (MIT) has long been studied,
but there is still no agreement on its critical exponent when comparing
experiments and theory. In this work, we employ ab initio methods
to study the MIT that occurs in phosphorus-doped silicon (Si:P) when
the density of the dopants is increased. Our strategy consists in using
ONETEP, an implementation of linear scaling DFT, to model an ef-
fective potential between the P atoms, which is used in a Monte Carlo
simulation to randomly distribute the impurities in the host material.
We then combine these spatial configurations with the DFT data into
an effective tight-binding Hamiltonian for a system of Si:P close to the
critical concentration of the MIT. In this way we characterise the MIT
in Si:P including the ab initio determined possible spatial correlations
in P and the electronic interactions between the donated electrons.
The extent of the resulting electronic states is characterised by the
participation numbers and their scaling.

O 83.13 Thu 13:00 H17
General DFT+NEGF approach for modeling metal-
semiconductor interfaces — ®DANIELE STRADI!, UMBERTO MAR-
TINEZ POZZONI?, ANDERS BLOMZ?, MADS BRANDBYGE!, and KURT
sTOKBRO? — 'DTU Nanotech, Technical University of Denmark, DK-
2800 Kgs. Lyngby, Denmark — 2QuantumWise A /S, Freubjergvej 3,
Postbox 4, DK-2100 Copenhagen, Denmark

Metal-semiconductor (M-SC) contacts play a pivotal role in a broad
range of technologically relevant devices. Still, their characterization
remains a delicate issue, as the present understanding relies either on
simplified analytical models [1], or on simulations describing the inter-
face using simple slab models [2]. We model realistic M-SC interfaces
by using the DFT+NEGF method as implemented in the Atomistix
ToolKit (ATK) simulation software [3]. An accurate description of the
interface is achieved by using a meta-GGA functional [4], and an ef-
fective scheme to account for the presence of doping in the SC side.
The present approach has the advantages of (i) treating the system
using the appropriate boundary conditions and (ii) allowing for a di-
rect comparison between theory and experiments by simulating the
I-V characteristics of the interface. We apply this methodology to an
Ag/Si interface relevant for solar cell applications, and test the reli-
ability of traditional strategies [1,2] to describe its properties [5]. [1]
Physics of Semiconductor Devices: 3rd edition (Wiley, 2006); [2] Phys.
Rev. B 35, 8154 (1987); [3] Atomistix ToolKit version 2015.0, Quan-
tumWise A/S (www.quantumwise.com); [4] Phys. Rev. Lett. 102,
226401 (2009); [5] D. Stradi et al. In preparation
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Time: Thursday 15:00-18:15

Invited Talk O 84.1 Thu 15:00 S054
Radio frequency STM on molecular resonators — eSTEFAN
MULLEGGER — Johannes Kepler University Linz, Institute of Semi-
conductor and Solid State Physics, Linz, Austria.

To benefit from both, the superior spatial resolution of scanning tun-
neling microscopy (STM) and the exceptional energy resolution of
magnetic resonance techniques, we developed a spectroscopic radio
frequency (rf) STM system [1,2]. It enables the detection [1] and ex-
citation [2] of mechanical vibrations of a new type of nano-mechanical
resonator system based on one-dimensional chains of only 4 to 7
weakly coupled small molecules on a Au(111) surface. RE-STM re-
veals concerted mechanical oscillations at 51-127 MHz with a chain-
length dependence in reasonable agreement with a coupled-oscillator
model. Moreover, I discuss the resonant excitation of single nuclear
(I) and electronic (J) spins by rf tunneling in individual molecular
quantum dots by a novel technique denoted as rf scanning tunneling
spectroscopy (rf-STS) [3], enabling single-spin spectroscopy unbound
from electromagnetic dipole selection rules [4]. Our rf-STS experiments
on magnetic molecular quantum dots have revealed nuclear and elec-
tronic spin transitions of individual quantum spins of up to Al, = +3
and AJ, = £12 with sub-nanometer spatial resolution. The molecular
quantum dots are formed by molecules of the single-molecule magnet
bis-phthalocyanato terbium (IIT) on Au(111) at 5 K.

[1] Phys. Rev. Lett. 112, 117201 (2014). [2] Nanotechn. 25, 135705
(2014). [3] Phys. Rev. Lett. 113, 133001 (2014). [4] arXiv:1510.04804.

O 84.2 Thu 15:30 S054
Co-resonant scanning force microscopy sensors
eCurisToPHER F. REicHE!, JuLia KORNER!, BERND BUCHNER
and THOMAS MUHL! — !Leibniz-Institut fiir Festkorper- und Werk-
stoffforschung IFW Dresden — 2Institut fiir Festkorperphysik, Tech-
nische Universitat Dresden

1,2
b}

A possible route to enable the detection of very small interaction forces
in dynamic mode scanning force microscopy (SFM) is to decrease the
spatial dimensions of the cantilever force sensor to reduce its effec-
tive spring constant and increase its resonance frequency. However,
this approach is limited by the required operational stability of the
sensor to avoid snap-ins and the capability of the equipment to still
reliably detect the sensor’s oscillatory state. By applying a recently de-
veloped co-resonant sensor concept [1] to bidirectional scanning force
microscopy sensors [2], it is possible to combine the stability and ease-
of-detection of a standard SFM cantilever with the high sensitivity of
a nanocantilever. Since the measurement signal is still generated by
observing changes in the oscillatory state of the standard cantilever,
these novel sensors for dynamic mode SFM are still compatible with
common SFM equipment. To demonstrate the performance of these
sensors, we employed iron filled carbon nanotubes as nanocantilevers
to achieve sensitivity to magnetic stray fields. A comparison of ex-
perimental results to calculated data reveal a signal increase by three
orders of magnitude compared to standard force sensors.

[1] C.F. Reiche, J. Kérner et al., Nanotechnology 26 (2015) 335501
[2] C.F. Reiche et al., New J. Phys. 17 (2015) 13014

0O 84.3 Thu 15:45 S054
Effect of amplitude on bimodal frequency modulation atomic
force microscopy with small amplitudes in ambient condi-
tions — eDomiNik KirpaLl, Hiroak: Oor?, DaNieL WasTL!, AL-
FRED J. WEvMmouTH!, Tovoko ARrar?, and Franz J. GiessiBr!
— !Department of Physics, University of Regensburg, Regensburg,
Germany — 2Natural Science and Technology, Kanazawa University,
Kanazawa, Japan

Bimodal atomic force microscopy (AFM) is usually performed with
the first flexural mode excited at a large amplitude to maintain a sta-
ble oscillation, and the second mode excited at a small amplitude to
be sensitive to short-range interactions. A stiff cantilever, such as
the one provided by a qPlus sensor, can be used to perform bimodal
AFM with small amplitudes in both flexural modes. We calculated
the piezoelectric sensitivity of the qPlus sensor in the second flexural
mode and imaged KBr(100) in ambient conditions to determine the
ideal amplitudes for atomic resolution with bimodal AFM. The high-
est signal-to-noise ratio is achieved if the total vertical displacement
of the tip in each cycle is less than the thickness of a single hydration
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layer.

O 84.4 Thu 16:00 S054
Force reconstruction with multifrequency kernel spec-
troscopy — eDaNIEL PraTtz!2, DANIEL FORCHHEIMER?3, ERIK A.
TuoLeN?, Joun E. Saper?, and Davip B. Havianp? — !Max
Planck Institute for the Physics of Complex Systems, No&thnitzer
Strake 38, D-01187 Dresden, Germany — 2KTH Royal Institute of
Technology, Albanova University Center, SE-114 19 Stockholm, Swe-
den — 3Intermodulation Products AB, Landa Landavigen 4193, SE-
823 93 Segersta, Sweden — 4The University of Melbourne, Victoria
3010, Australia

The object of interest in dynamic atomic force microscopy (AFM)
is the interaction force between a sample surface and the tip of an
oscillating cantilever. However, the measured data in AFM do not
describe this interaction force directly but rather describe properties
of the cantilever motion like amplitudes, phase or frequency shifts.
Each AFM mode requires extensive modeling to link the measured
data and physical properties of the interaction force. Here, we present
a general method, called multifrequency kernel spectroscopy (MKS),
for interpreting measured AFM data. The method allows for a clear
measurement of the "amount of information” in AFM data and a quan-
titative reconstruction of the interaction force for any AFM mode.
To demonstrate the capabilities of MKS we use it to unambigu-
ously separate long and short range forces in multifrequency magnetic
force microscopy and reconstruct the tip-sample interaction force from
amplitude-modulated AFM measurements.

O 84.5 Thu 16:15 S054
The effect of non-ideal tunneling current amplifiers on force
measurements — eNIRMALESH KumaRrR Sampatn Kumar, A. J.
WEeyMouTH, V. Junk, F. HUBER, and F. J. GiessiBL — University
of Regensburg, Regensburg, 93053, Germany

Measurements of the tunneling current are performed with a current-
to-voltage converter typically implemented by returning the output of
an operational amplifier with a resistor in the Mega- to Giga-Ohm
range to the inverting input. With the sample is attached to invert-
ing input, and the non inverting input at ground, an ideal operational
amplifier would maintain the sample at ground. A real operational
amplifier, however, has finite internal impedance and finite gain. This
has been shown to affect STM measurements when the internal resis-
tance of the operational amplifier starts to be on the same order of
magnitude as the resistance of the tunneling junction. [1]

We have observed that the presence of the current-to-voltage con-
verter can have a profound effect upon the excitation required to os-
cillate the cantilever. A phase shift between the non-ideal virtual
ground and the cantilever oscillation can account for energy either
being pumped into or drained from the cantilever as it oscillates. In
this contribution, we discuss our observations and this effect in more
detail.

References [1] L. Olesen et al. Phys. Rev. Lett. 76, 1485 (1996)

0 84.6 Thu 16:30 S054
high frequency transmission to a junction of a scanning tun-
neling microscope — eMARIE HERVE, MORITZ PETER, and WULF
WULFHEKEL — Physikalisches Institut, Karlsruhe Institute of Tech-
nology (KIT), Karlsruhe, Germany

We report on an easy method to calibrate the transmission of radio-
frequency (rf) voltages to the tunneling junction of a scanning tunnel-
ing microscope. The transmission strongly depends on frequency, as
the cabling shows frequency dependent damping and the impedance
mismatch between the cable and the tunneling junction induces reflec-
tions. To first order, the current-voltage characteristic of the junction
induces a rf tunneling current of the same frequency as the rf volt-
age. Omnipresent non-linearities of the current-voltage characteristic
of the junction to second order, however, generates an additional rec-
tified DC current. A direct comparison between this current and the
second derivative of the current-voltage curve allows to determine the
rf transmission to the tunneling junction. The transmission data up
to 2 GHz were used to compensate the rf damping such that at every
frequency a constant amplitude at the tunneling junction could be re-
alized expanding the bandwidth of the experiment from less than 100
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MHz to 2 GHz [1].
[1] M. Hervé, M. Peter, and W. Wulfhekel, Appl. Phys. Lett. 107,
093101 (2015)

O 84.7 Thu 16:45 S054
Imaging of 2D electronic structures with Intermodulation —
eRi1ccarRDO Boraani!, Erik A. THOLEN?, and Davip B. HaviLanp?!
— I'Nanostructure Physics, KTH Royal Institute of Technology, Stock-
holm, Sweden — 2Intermodulation Products AB, Segersta, Sweden

We present a Scanning Probe Microscopy (SPM) technique to image
the contact potential difference (CPD) between the tip of a conducting
cantilever and the sample surface. A multifrequency drive is used to
probe the nonlinear electrostatic force and extract the CPD from the
intermodulation signals close to the cantilever resonance. This mea-
surement scheme allows for a very high signal to noise ratio and excel-
lent lateral resolution, and it eliminates the DC feedback to null CPD,
used on all other types of Kelvin Probe Force Microscopy. The absence
of a DC bias is of particular importance with those samples where
electrical doping could alter the properties under investigation. We
present a theoretical derivation of the technique, as well as it’s appli-
cation for high-resolution imaging of mono- and multi- layer graphene
and graphene nano-ribbons, and patterned two-dimensional electron
gas devices.

Reference

R. Borgani, D. Forchheimer, J. Bergqvist, P.-A. Thorén, O. Inganés,
and D. B. Haviland, Appl. Phys. Lett. 105, 143113 (2014).

O 84.8 Thu 17:00 S054
A quantitative tool to measure nanoscale electrostatic poten-
tials — eMaTTHEW F. B. GREEND2) CHRIsSTIAN WAGNER!2) PHILIPP
LeINENY2, THORSTEN DEILMANN?, PETER KRUGER®, MICHAEL
RouLFING3, RusLAN TeMIRoV! 2, and F. STEFAN TauTz!:2 — 1Peter
Griinberg Institut (PGI-3), Forschungszentrum Jilich, 52425 Jiilich,
Germany — 2JARA - Fundamentals of Future Information Technology
— 3Institut fiir Festkorpertheorie, Westfilische Wilhelms-Universitét
Miinster, 48149 Miinster

Interactions between nanoscale objects on surfaces are dominated by
the van der Waals and electrostatic contributions. The ability to char-
acterize the electrostatic field on a surface would therefore be a valuable
tool for many areas of nanoscience research. Recently we presented a
technique called scanning quantum dot microscopy (SQDM), whereby
local electrostatic potentials on surfaces can be measured quantita-
tively and in three dimensions. By registering the charging events of a
single molecule weakly hybridized to an nc-AFM tip, acting as a QD,
the quadrupole potential of a single molecule and the dipole potential
of a single ad-atom were investigated. In addition we demonstrated
the remarkable sensitivity of SQDM by probing an ad-atom from 6
nm away [1]. We now present a quantitative model of the charging
dynamics based on single electron box theory [2], taking the orbital hy-
bridization and junction geometry into account. By fitting the model
to experimental data, we show how the system parameters affect the
way that the charging manifests itself in the frequency shift signal.

0 84.9 Thu 17:15 S054
Quantitative mapping of magnetic stray fields by dy-
namic mode magnetic force microscopy — CHRISTOPHER F'.
REeicHE!, eCLEMENS GUTTER!, Siwia Vock!, VorLker NEeul,
BernD BtcuNeERD'2, and Tuomas MunL! — !Leibniz-Institut fiir
Festkorper- und Werkstoffforschung IFW Dresden — 2Institut fiir Fes-
tkorperphysik, Technische Universitdt Dresden

Dynamic mode magnetic force microscopy (MFM) is a successful
method to study magnetic stray fields of samples with high spatial res-
olution. Quantitative approaches based on frequency modulation mea-
surements and a point probe approximation for the magnetic tip can
supply information about the first or the second order spatial deriva-
tive of the magnetic stray field of a sample. However, often it would
be favorable to know the more fundamental stray field itself. Here, we
demonstrate a technique that enables the measurement of one com-
ponent of the magnetic stray field of a sample in real space. This
technique is based on the integration of frequency shift signal maps
gathered at different measurement heights. It employs calibrated iron
filled carbon nanotube magnetic tips with monopole-like characteris-
tic [1]. While this technique has some requirements on the sample it
does not need any special kind of MFM equipment. The viability of
this approach was validated by measurements on a well-characterized
Pt/Co magnetic multilayer sample. For such a sample it is possible to
calculate its magnetic stray field based on an effective magnetic surface

142

charge pattern approach and compare it to the measured results.
[1] F. Wolny et al., Nanotechnology 21 (2010) 435501

O 84.10 Thu 17:30 S054
Tip-enhanced Raman spectroscopy: comparison between
AFM and STM feedback mechanism performance — eJaNa
KaLBacova, RauL D. RobpricGUEzZ, AXEL FECHNER, and DIETRICH
R.T. ZauN — Semiconductor Physics, Technische Universitidt Chem-
nitz, 09126 Chemnitz, Germany

Tip-enhanced Raman spectroscopy (TERS) is a relatively young tech-
nique, with the first experimental reports around the year 2000. This
technique combines features of two distinct methods - Raman spec-
troscopy that can e.g. provide details on the chemical composition
of a sample, while the metallic tip acts as a nano-antenna enhanc-
ing the sample signal only beneath the tip apex. In this way, the
chemical information can be resolved at the nanoscale. The way to
control the position of the tip apex is the feedback mechanism of the
scanning probe microscope. In this contribution, we first review the
pros and cons of the atomic force microscopy (AFM) and scanning
tunnelling microscopy (STM) feedback loop in TERS. For experimen-
tal part of this comparative study, we prepared a sample comprised
of single-walled carbon nanotubes and graphene oxide deposited on a
gold substrate. An etched gold tip was employed for TERS imaging
in both modes. We demonstrate TERS in ambient conditions with
sub-10 nm spatial resolution for both approaches (AFM and STM)
showing the availability of various working conditions that can be cho-
sen to accommodate different samples with STM, as a feedback loop,
displaying better spatial resolution.

O 84.11 Thu 17:45 S054
Quantitative description of light-excited scanning tunneling
spectroscopy — ®MICHAEL SCHNEDLER, VERENA Porrz, PHILLIP
WEIDLICH, RAFAL DuUNIN-Borkowski, and PHiLiPP EBERT — Pe-
ter Griinberg Institut, Forschungszentrum Jiilich GmbH, 52425 Jiilich,
Germany

The efficiency of solar cell and optoelectronic devices is closely con-
nected to the nanoscale distribution of charge carriers. In order to
understand the physical processes involved at the atomic scale, the ma-
terials need to be investigated simultaneously under illumination and
with atomic resolution. Photo-excited scanning tunneling spectroscopy
(STS) is ideally suited to probe the illumination-induced local surface
photo-voltage, band bending, carrier concentration, and the electro-
static potential distribution with atomic resolution. For a quantitative
analysis, particularly of the local charge carrier concentration, a funda-
mental physical understanding of the photo-excited tunneling spectra
is needed. We will present a new theoretical model of photo-excited
STS that incorporates a fully three dimensional solver for both, the
electric field and the (intrinsic and photo-excited) carrier concentra-
tions near the semiconductor’s surface. In order to take into account
both, the tip induced band-bending and the photo-excited carrier con-
centration, we present a modification of the tunnel current model of
Feenstra and Stroscio by introducing Quasi-Fermi levels.

O 84.12 Thu 18:00 S054
Application of Photothermal Expansion for Optical Absorp-
tion Mapping at the Nanoscale — eTERESA ISABEL MADEIRA!,
RAUL Davib RoDRIGUEZ23, YUVAPRASAD RAVIKUMARZ, HARSHA
Suan?, EugeNE BorrcHacovsky?, and DieTricH RT Zaun?3
1BioISI-Department of Physics-Faculdade de Ciencias-Universidade de
Lisboa, Campo Grande, 1749-016 Lisboa, Portugal — ?Semiconductor
Physics-Technische Universitat Chemnitz, D-09107 Chemnitz, Ger-
many — 3cfaed-TU Dresden — 4V. Lashkarev Institute of Semicon-
ductor Physics of NASU, pr.Nauki 41, Kiev 03028, Ukraine

We demonstrate photothermal expansion can be used to obtain im-
ages of nanostructured semiconductor materials such as GaSe flakes
on graphite and carbon nanotubes on SiO2 in ambient conditions with
high sensitivity and spatial resolution. The principle behind is the de-
tection of the mechanical force exerted on an atomic force microscopy
(AFM) tip by the thermal expansion of the materials excited with
pulses of optical radiation, taking advantage of the different absorp-
tion properties between substrate and sample. Characterization of
semiconductor nanostructures, with a bandgap in the optical range
enables the use of cw lasers chopped and synchronized with the res-
onance frequency of custom-made fully metallic cantilever AFM Au
tips. The spatial resolution achieved by the synchronization procedure
described is indeed in the nanometer range below 60 nm, and by tak-
ing advantage of the difference between optical absorption and thermal
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coefficients material contrast can be achieved. The optimal conditions ‘ to make the most of this technique are also discussed.

O 85: Organic-Inorganic Systems IV: Electronic Structure

Time: Thursday 15:00-18:00

Invited Talk O 85.1 Thu 15:00 S051
Electrostatic Design of Organic Materials and Hybrid Inter-
faces — eEGBERT Z0OJER — Institute of Solid State Physics, NAWI
Graz, Graz University of Technology, Petersgasse 16, 8010-Graz, Aus-
tria

In hybrid organic/inorganic interfaces collective electrostatic effects of-
ten determine electronic properties like the relative alignment of elec-
tronic states, adsorption-induced changes in the work-function, XPS
shifts and ballistic transport properties. Here, we suggest ways of
intentionally employing these effects for realizing new types of elec-
trostatically designed nanoscopic materials. This includes the devel-
opment of a modular and versatile toolbox for realizing complex in-
terfacial structures like monolayer quantum-cascades or quantum-well
structures. It also comprises the use of polar adsorbates on layered
van-der Waals bonded materials like graphene or layered semiconduc-
tor structures with the aim of locally concentrating charge carriers
for an adsorbate-driven patterning of conductive channels. Finally,
I will address possibilities for electrostatically designing the energy
landscape of self-assembled three-dimensional organic networks with
possible applications in charge carrier separation or carrier injection.

O 85.2 Thu 15:30 S051
Electronic structure of charge transfer salts: application
of self-interaction corrected density functional theory —
oTorsTEN Haun!, TorsTEN Haun2?, and TorsTEN Haun? —
nstitute for Theoretical Physics, TU Freiberg, 09599 Freiberg, Ger-
many — 2IFW Dresden, Helmholtzstrafe 20, 01069 Dresden, Germany

We present our experimental and theoretical results on novel
Picene/FATCNQ and Manganese-Phthalocyanine/F4TCNQ donor /
acceptor systems. We apply the recently developed Fermi-orbital based
approach for self-interaction corrected density functional theory (FO-
SIC DFT) to these materials and compare the results to standard DFT
calculations [1,2,3]. Further we compare the theoretical results with
experimental data obtained by photoemission spectroscopy. We focus
our analysis on the comparison of orbital eigenvalues, ionization po-
tentials and the magnitude of the ground state charge transfer. We
show that for weakly bound donor / acceptor systems the FO-SIC
approach delivers results closer to experiment compared to standard
DFT calculations.

[1] T. Hahn et al., J. Chem. Phys. (accepted: AIPID 029546JCP ).

[2] M. R. Pederson, A. Ruzsinszky, and J. P. Perdew, J. Chem. Phys.
140, 121103 (2014).

[3] M. R. Pederson, J. Chem. Phys. 142, 064112 (2015).

0 85.3 Thu 15:45 S051
Structural and electronic properties of organic charge-
transfer complexes on Ag(111) — eKarurin MLLER!2, Nico
ScumipT!, MicHAEL GRUNsST3, RENE RIEDEL3, MiLaN KivaLa®, and
MEIKE STOHR! — !Zernike Institute for Advanced Materials, Uni-
versity of Groningen, Netherlands — 2Max Planck Institute for Solid
State Research, Stuttgart, Germany — 3Department of Chemistry and
Pharmacy, University Erlangen-Niirnberg, Germany

The use of organic molecules in electronic devices is gaining increasing
interest due to their low cost, flexibility and easy processability. How-
ever, organic molecules often show weak intermolecular interactions
limiting the electron mobility of organic films. One way to overcome
these problems is the use of complementary molecules, which exhibit a
strong intermolecular interaction. We employ molecules with comple-
mentary functional groups as well as complementary building blocks,
e.g. by using electron rich and electron poor building blocks. In this
work, we studied the self-assembly and the electronic properties of two
molecules containing cyano- and methoxy-groups, respectively, on a
Ag(111) surface. The cyano-functionalized molecule exhibits a high
electron affinity, while the other one shows a low ionization potential.
The investigations of the structural and electronic properties of the in-
dividual species as well as the mixed layer were carried out by scanning
tunneling microscopy and spectroscopy, X-ray and ultraviolet photo-
electron spectroscopy and low-energy electron diffraction. We found
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that the electronic properties of the mixed layer are changed with re-
spect to the assemblies containing one molecular species.

O 85.4 Thu 16:00 S051
Electronic Structure of TIPS-Pentacene on Au(111l) —
e ArRNULF STEIN and PETRA TEGEDER — Physikalisch-Chemisches In-
stitut, Ruprecht-Karls-Universitdt Heidelberg, Germany

Functionalized Oligoacenes have moved into the field of view for
applications in organic electronic devices during the last years.
One representative of this group of organic semiconductors is the
triisopropylsilylethynyl-pentacene (TIPS-Pc) which stands out because
it combines solubility, self-assembly into m-stacked arrays to enhance
intermolecular orbital overlap [1] and vacuum processability [2]. Fur-
thermore it can undergo a singlet fission process [3], which is one pos-
sibility to overcome the theoretical Shockley Queisser - Limit. We
investigated the TIPS-Pc/Au(111) interface by means of two-photon-
photoemission (2PPE) which is one of the most powerful tools to elu-
cidate electronic structures and dynamics of optically excited states at
interfaces and within thin films.

[1] J.E. Anthony et al., JACS, 123, 9482 (2001).

[2] A. Gnoli et al. J. Phys. Chem. C, 118, 22522 (2014).

[3] A. J. Musser et al. Nat. Phys. 11, 352 (2015).

O 85.5 Thu 16:15 S051
Charge transport across interfaces between metals and
disordered-semiconductors — PHILIPP BREITEGGER!, MARKUS
KraMMER!, Curis GRovEs?, and eKARIN ZoJer! — lInstitute of
Solid State Physics and NAWI Graz, Graz University of Technology,
Graz, Austria — 2School of Engineering and Computing Sciences,

Durham University, United Kingdom

Injection of charges from the metal contacts into organic semiconduc-
tors, i.e., de facto insulators, is crucially determining the performance
of organic devices. Reaching an in-depth understanding of fundamen-
tal processes occurring when a steady-state electric current passes the
interface, is an indispensable step towards truly active control of charge
transport, e.g., by manipulating both interface and semiconductor via
intentional doping. To conceive a model being strictly based on the
injection barrier, the shape of the density of states, and the external
bias, we utilize Kinetic Monte Carlo simulations to identify conditions
leading to ohmic or space charge limited currents, i.e., currents being
exclusively determined by the semiconductor. A fraction of charges en-
tering the semiconductor is immobilized at the interface such that the
Fermi level becomes aligned with the semiconductors transport energy
at the interface. Owing to this alignment, further carriers are injected
resonantly and contribute to the current. On the basis of these find-
ings, we formulate a necessary condition to obtain bulk-limited current
irrespective of the injection barrier.

O 85.6 Thu 16:30 S051
Characterizing Charge-Transfer Effects at Metal/Organic In-
terfaces by means of Two-Photon Photoemission — eDaviD
GERBERT and PETRA TEGEDER — Physikalisch-Chemisches Institut,
Ruprecht-Karls-Universitat Heidelberg, Deutschland,

Further progress in the field of organic electronic devices requires a fun-
damental understanding of metal/molecule interactions at the inter-
face between organic semiconducting materials and metal electrodes.
These metal/molecule interactions lead to an energetic realignment,
including the formation of new states and even bands, which may act
as a basis for a improved device performance [1].Two-photon photoe-
mission (2PPE) is a powerful tool which enables the observation of
occupied and unoccupied electronic states directly at the interface.
Additionally 2PPE experiments can be performed in a time-resolved
or angle-resolved manner to gain insights into dynamics of optically
excited electronic states and possible delocalized charge-carriers.

In this talk I will show recent results of different adsorbate/metal in-
terfaces indicating adsorption-induced energetic realignment and band
formation.

[1] M. WieRner et al., Nat- Commun. 2013, 4, 1514.
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O 85.7 Thu 16:45 S051
Excitation dynamics at the PTCDA /TiOPc heterointerface
on Ag(111) — eALEXANDER LErcH!, FREDERIK ScHILLERDZ, and
UrricH H6FER! — !Fachbereich Physik und Zentrum fiir Material-
wissenschaften, Philipps-Universitit, D-35032 Marburg — 2Centro de
Fisica de Materiales, San Sebastian, Spain

The charge carrier transport across metal/organic and organic het-
erointerfaces was investigated by means of time-resolved two-photon
photoemission (2PPE). We deposited well defined layers of perylene-
3,4,9,10-tetracarboxylic dianhydride (PTCDA) on top of titanylph-
thalocyanine (TiOPc) on an Ag(111) substrate as model system. An
optical parametric oscillator (OPO) provided tuneable pump pulses
with photon energies ranging from 1.6 to 2.5 eV. Excitons in PTCDA
and TiOPc were excited selectively and the subsequent charge trans-
fer to the metal was monitored by photoemission with 4.3 eV probe
pulses. An unoccupied interface state lying 0.3 €V above the Fermi
energy arises at the TiOPc/Ag(111) interface. Although a second
TiOPc layer is used to form the organic heterostructure and sepa-
rate the PTCDA from the silver, we observe a resonant enhancement
of the interface state for 2.3 eV pump photons, which corresponds to
the excitonic HOMO-LUMO transition in PTCDA. We find a time de-
layed transfer of electrons from PTCDA across the TiOPc layers into
the interface state on the time scale of approximately 200 fs. Our re-
sults indicate the importance of the interface state for charge carrier
dynamics at heterostructures close to the Ag(111) surface.

0 85.8 Thu 17:00 S051
Nanoscale Imaging of Charge Carrier and Exciton Trapping
at Structural Defects in Cgg Films — eCHRisToPH GROSSE!,
OLLE GUNNARssON!, PapLo MERINO!, KLAus KunNKE!, and KLAUS
Kern12 — 1Max-Planck-Institut fiirr Festkorperforschung, Heisen-
bergstrafe 1, 70569 Stuttgart, Germany — 2Ecole Polytechnique
Fédérale de Lausanne, 1015 Lausanne, Switzerland

Charge carrier and exciton trapping in organic semiconductors cru-
cially determine the performance of organic (opto-) electronic devices,
such as organic field-effect transistors, light-emitting diodes, or solar
cells. However, the microscopic origin of the relevant traps gener-
ally remains unclear, as most spectroscopic techniques are unable to
probe the electronic structure of individual traps and the morphologi-
cal structure causing them. Here, we employ low-temperature scanning
tunneling microscopy (STM) and tunneling spectroscopy as well as
tight-binding calculations derived from ab initio calculations to image
the localized electronic states arising at structural defects in thin Cegg
films (<10 ML). The spatially and spectrally resolved STM-induced
luminescence at these states reveals an enhanced radiative decay of
excitons, which is interpreted in terms of the local symmetry lowering
and the trapping of excitons by an X-traps. The combined mapping of
the STM-induced luminescence, electronic structure, and morphology
thus provides new insights into the origin and characteristics of indi-
vidual exciton traps in organic semiconductors and opens new avenues
to study charge carrier and exciton dynamics at molecular scales.

0 85.9 Thu 17:15 S051
Theory of excitation transfer in hybrid inorganic/organic sys-
tems: Coulomb transfer between semiconductor and molec-
ular layers — eJupiTH SPECHT!, EIKE VERDENHALVEN', SVERRE
THEUERHOLZ!, ANDREAS KNORR!, MARTEN RIcHTER!, BJOERN
Bieniek?, and PaTrick RiNkE23 — nstitut fiir Theoretische Physik,
Nichtlineare Optik und Quantenelektronik, Technische Universitéit
Berlin, Berlin, Germany — 2Fritz-Haber-Institut der Max-Planck-
Gesellschaft, Berlin, Germany — 3Aalto University, Aalto, Finland

Hybrid inorganic/organic systems form a novel class of composite ma-
terials with interesting optoelectronic properties. Due to the Coulomb
interaction, Wannier-exciton like states in an inorganic semiconduc-
tor nanostructure are coupled to Frenkel excitons occurring in organic
materials. The considered structure consists of a thin, highly ordered
molecular film adsorbed on a semiconductor quantum well. Based on
a density matrix theory, we study the Forster-type non-radiative ex-
citation transfer across the hybrid interface. The microscopic input
parameters are taken from ab initio caculations for ladder-type quar-
terphenyl (L4P) molecules on the ZnO(1010) surface [1]. As a conse-
quence of microscopic momentum selection rules, the coupling strength
between the two constituents varies for different coverage densities of
the semiconductor surface with molecules.Our findings can be used for
optimizing the energy transfer efficiency by modifying the geometry of
the hybrid structure.

[1] Verdenhalven et al., Phys. Rev. B 89, 235314 (2014).

0O 85.10 Thu 17:30 S051
Photo Switching the Optical Nonlinear Response of a
Fulgimide Functionalized Silicon Surface — eMarc HANsSEL!,
CHRISTOPH BARTAZ, KAROLA RUCK-BRAUNZ, and PETRA TEGEDER!
— !Physikalisch-Chemisches Institut, Universitit Heidelberg, Ger-

many — 2Institut fiir Chemie, Technische Universitét Berlin, Germany

Fulgimides are a group of molecules which undergo a ring closing and
opening reaction under illumination with UV and visible light. They
can retain their photochromic properties after binding to a silicon sur-
face by a well-chosen linker molecule. Due to the large hyperpolariz-
ability of the molecules the nonlinear optical (NLO) properties of the
surface can be controlled by illumination with light. The samples were
investigated with second harmonic generation (SHG), taking advan-
tage of the symmetry of the substrate, which generates no SHG signal.
We will show that a controlled photoinduced reversible change of the
NLO properties of an indolylfulgimide functionalized silicon surface is
possible.

0O 85.11 Thu 17:45 S051
Reversible photo-switching of spiropyran molecules in direct
contact with a single crystal — eFaBIAN NICKEL, MATTHIAS
BerNIEN, Kar KrarreErT, DENNIS KRUGER, Lucas M. ARRUDA,
LaLMINTHANG KipGEN, and WorLrFcane KucH — Institut fiir Ex-
perimentalphysik, Freie Universitédt Berlin, 14195 Berlin, Germany

The photochromic isomerization of molecules in direct contact with
solid surfaces plays an important role for the further miniaturization
of electronic devices. A good candidate for this purpose is spiropyran
(SP). SP can be switched from a closed form to an open form (me-
rocyanine, MC) by UV light and reversibly back by visible light. In
nitro-spiropyran, however, the backreaction was found to be quenched
on surfaces [1]. The modification of the end group from nitro- to
naphtho-spiropyran leads to a lower electric dipole moment in the
open form, which might favor switching back to the open form on
a surface. In-situ x-ray absorption fine structure (NEXAFS) mea-
surements at the nitrogen and oxygen edges prove and quantify the
photoisomerization of these molecules on a Bi(111) surface. Illumina-
tion by UV light leads to an efficient switching to the open MC form
of the molecule and, furthermore, a determination of the energy bar-
riers of the photo-excited and metastable states becomes possible by
temperature-dependent measurements. Visible light triggers the relax-
ation back to the closed SP form, thus offering full reversible control
of the isomerization in direct contact with a single crystal surface.
This work is supported by the DFG through Sfb 658.
[1] Piantek et al. J. Am. Chem. Soc. 131, 12729 (2009).

O 86: Ultrafast Surface Dynamics |

Time: Thursday 15:00-18:00

0O 86.1 Thu 15:00 S052
Imaging ultrafast photo-induced dynamics in semiconducting
polymer films with time-resolved photoemission electron mi-
croscopy — ®ANDREAS NEFF and KATRIN SIEFERMANN — Leibniz-
Institute of Surface Modification, Leipzig, Germany

Organic semiconductors have great potential for applications in opto-
electronic devices. By now, it is well established that the performance
of devices critically depends on the detailed morphology of the organic
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semiconducting films [1]. However, a profound understanding of the
correlation between morphology and (photo)physical properties is still
missing, and this remains a key challenge to overcome technological
hurdles in the field.

We address this challenge with a combination of a photoemission
electron microscope (PEEM) and a femtosecond laser system. With
this setup, we image the morphology of films of organic semiconduc-
tors, in particular the size and orientation of crystallites, with a lateral
resolution of ~100 nm. Ultrafast pump-probe experiments allow us
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to image photo-induced dynamics with a temporal resolution of 150 fs
and a lateral resolution of ~100 nm. Here, we present results from the
ultrafast exciton decay dynamics in P3HT (Poly(3-hexylthiophen-2,5-
diyl)) films. We find that these decay dynamics are - as expected but
not previously detectable - not the same for all locations on the sample.
These results demonstrate the potential of time-resolved PEEM to ad-
dress key questions with regard to the relationship between nanoscale
morphology of organic semiconductors and photo-physical properties.
[1] Y. Diao et al., Nat. Commun. 6, 7955 (2015).

0 86.2 Thu 15:15 S052
Electron-lattice interactions in gold clusters and islands stud-
ied with ultrafast electron diffraction — eTHoMAS VASILEIADIS!,
DawN WELLs2, Lurz WALDECKER!, RomaN BErrONI!, RICHARD
PaLMER?, and RaLpH ErNSTORFER! — !Department of Physical
Chemistry, Fritz-Haber-Institut, Fardayweg 4-6 14195 Berlin Germany
— 2Nanoscale Physics Research Laboratory, School of Physics and As-

tronomy, University of Birmingham, Edgbaston Birmingham B15 2TT

Metallic nanoclusters possess a number of functionalities including cat-
alytic activity and fluorescent emission that are absent from their bulk
counterparts. In order to shed light into these confinement-induced
properties, an in-depth understanding of the interactions between the
subsystems of charge carriers and the lattice is essential. For this
purpose we employ ultrafast electron diffraction to study size-selected
gold nanoclusters and nanoislands supported by two-dimensional sub-
strates. After laser excitation of the electronic subsystem, the evo-
lution of lattice temperature and expansion can be probed from the
intensity and position of diffraction peaks respectively. The so-called
two-temperature-model allows for a quantification of how strongly the
lattice couples to electronic excitations. The results are compared with
thin films of gold that approach the bulk limit. We also discuss the ef-
fects that possibly rise due to electronic and vibrational coupling with
the substrate.

0 86.3 Thu 15:30 S052
Non-thermal phonon distribution in out-of-equilibrium
aluminium eL.uTz WALDECKER!, RomaN Bgerroni', Jan
VORBERGER?, and RaLPH ERNSTORFER! — 1Fritz-Haber-Institut der
Max-Planck-Gesellschaft — 2Max-Planck-Institut fiir Physik kom-

plexer Systeme

The interaction between electrons and lattice vibrations is central to
both ground state as well as out-of-equilibrium properties of solids.
We apply an approach based on femtosecond electron diffraction to
retrieve these interactions in laser-excited aluminium at various exci-
tation conditions by measuring the temporal evolution of the atomic
mean squared displacement. The data is described with a refined ver-
sion of the two-temperature model, which is inspired by ab initio theory
calculations and allows for transient non-thermal phonon distributions.
Our work suggests that assuming thermal phonon distributions, i.e.
employing a two-temperature model, can lead to systematic errors in
the interpretation of time-resolved experiments.

O 86.4 Thu 15:45 S052
Nonequilibrium electron dynamics in laser excited copper,
silver and gold — eSEBASTIAN WEBER and BAERBEL RETHFELD —
Fachbereich Physik und Forschungszentrum OPTIMAS, TU Kaiser-
slautern, Germany

After excitation with an ultrashort laser pulse, the electrons in a metal
are in a strong nonequilibrium state. During thermalization, they in-
teract also with the lattice, transferring energy to the phonons. On
the basis of complete Boltzmann-type collision integrals, a method al-
lowing to treat materials with an arbitrary density of states has been
developed [Phys. Rev. B 87, 035139 (2013)]. This method provides
insights into the response of different material classes to ultrafast laser
excitation. Here we focus on the study of noble metals which possess
characteristic densities of states with an elevated area at a certain dis-
tance below the Fermi edge. The results show the thermalization of
the electrons within a few femtoseconds. However, electron-phonon
coupling hinders the electrons’ complete thermalization as long as the
temperature of both subsystems differ from each other.

0O 86.5 Thu 16:00 S052
Ultrafast Optical Control of the Electronic Properties of
ZrTe5 eALBERTO CREPALDI', GIuLiIA MANZONI?, ANDREA
SterzI?, Timo Kunn3, LucA GRAGNANIELLO®, GABRIEL AuThs?,
MicHELE Dieco?, FEperico CILENTO!, MICHELE ZACCHIGNA®,
4 4 4

PuiLippE  BucgNonN®, ARNAUD MAGREz?, HELMUTH BERGER?,
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MikHAIL FoNIN3, OLeEc Yazvev%, Marco Griont?, and Fuwvio
Parmiciani!:2 — 1Elettra-Sincrotrone Trieste, Italy — 2Universita
degli Studi di Trieste, Italy — 3University of Konstanz, Germany —
4EPFL, Switzerland — 5C.N.R.-1.O.M., Italy

ZrTeb has recently attracted considerable interest owing to some
unique, albeit only partially understood, properties. The electrical
resistivity exhibits a peak at a temperature where the nature of the
charge carriers changes from holes to electrons. The observed negative
magneto-resistance has been attributed to the presence of Dirac par-
ticles, either three-dimensional or two-dimensional and spin-polarized.
Our time and angle-resolved photoelectron spectroscopy (tr-ARPES)
study has addressed the origin of the anomalous transport behavior of
Zr'Teb, while showing the possibility to control the electronic properties
of this material via sub-ps IR laser pulses. These observations open
the way to the exploitation of ZrTeb as a platform for magnetoelectric
optical and thermoelectric transport applications. Finally, by combin-
ing ab initio calculations, ARPES and scanning tunneling microscopy
(STM) we are contributing to shed light on the topological nature of
ZrTeb, which is shown to be close to transition between strong and
weak topological insulator phases.

0 86.6 Thu 16:15 S052
Two-Photon Photoemission on ultrathin CoO films
eMarHiAs ALBRECHT!, KoNrRAD GiLLMEISTER!, CHENG-TIEN
Cuianc?1, and WoLr Wippral?2 — lInstitute of Physics, Martin-
Luther-Universitdt Halle-Wittenberg, Halle (Saale), Germany —
2Max-Planck-Institute fiir Mikrostrukturphysik, Halle (Saale), Ger-

many

Unoccupied electronic states of ultrathin cobalt oxide films grown on
Ag(001) are studied by time- and angle-resolved two-photon photoe-
mission (2PPE) spectroscopy. With pump/probe photon energies of
4.2 and 1.8€V, a series of states at 3.55, 3.87 and 4.00eV above Ep
could be identified. The strongest feature at 3.55€eV is assigned as
n = 1 image potential (IP) state of ultrathin CoO films due to its
characteristic parabolic dispersion. At the T' point, the IP state has
a lifetime of approximately 35fs. Additionally to the IP states near
the vacuum level, an unoccupied CoO conductive band state has been
found at 2.3eV above Er with a lifetime below 30fs. Our results are
discussed with the theoretical electronic structure of CoO and com-
pared with results for NiO films.

O 86.7 Thu 16:30 S052

Hot electron-spin gas drives ultrafast spin density wave tran-
sition in Cr — eCHRis NicHoLsoN!, CLAUDE MoNNEYZ, ROBERT
CARLEY3, JouN Bowran?, BijorN FrieTscu®, MARTIN WEINELT?,
and MARTIN WoLr! — lFritz-Haber-Institut, Berlin, Germany —
2University of Zurich, Switzerland — 3European XFEL GmbH, Ger-
many — “Los Alamos National Laboratory, USA — 5Freie Universi-

taet Berlin, Berlin, Germany

Transitions to magnetically ordered states are characterised by an or-
der parameter, defined in the (equilibrium) adiabatic limit. However,
it is an open question how the order parameter develops on ultrafast
timescales following abrupt excitation by an ultrashort laser pulse and
if a general description of such ultrafast phase transitions in terms of
a theoretically determined order parameter is still possible [1].

We exploit the energy and momentum selectivity of time- and angle-
resolved photoemission spectroscopy to address the ultrafast dynamics
of the antiferromagnetic SDW photoexcited in epitaxial thin films of
chromium. We reveal we are able to quantitatively extract the evolu-
tion of the SDW order parameter through the phase transition, which
follows the electronic temperature. We observe the complete destruc-
tion of antiferromagnetic order on a sub-100fs time scale, which implies
that a quasi-equilibrium between electron and spin systems develops
on an ultrashort time scale and drives the spin density wave transition
in chromium.

[1] P. Beaud et al. Nat. Mater. 13, 1 (2014)

O 86.8 Thu 16:45 S052
Dynamics of photoexcited quasiparticles across the full Bril-
louin zone of optimally doped Bi>SraCu20s5 probed by
time- and angle-resolved XUV photoemission spectroscopy
— eKERsTIN HANFF!, LEXIAN YaNG2, Lars-PuiLip OLorr!, Fro-
RIAN DIEKMANN!, GERALD ROHDE!, ANKATRIN STANGE!, MICHAEL
Bauer!, and Kar RossnaceL! — lInstitute of Experimental and Ap-
plied Physics, University of Kiel, 24098 Kiel Germany — 2Physics
Department, Tsinghua University, Beijing 100089, People’s Repuplic
of China
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Conventional angle-resolved photoemission spectroscopy (ARPES) has
added tremendously to our understanding of the electronic and super-
conducting properties of the cuprates, through direct measurement of
the momentum-dependent electronic structure, spectral function, and
order parameter. Femtosecond time-resolved ARPES has recently pro-
vided a complementary direct view on the momentum-dependent dy-
namics of quasiparticles (QPs) and Cooper pairs. Here, we present the
results of time-resolved ARPES on optimally doped BizSraCu20sg45
using extreme ultraviolet (22 eV) probe pulses delivered by a high-
harmonic-generation source. This allows us to study the QP relaxation
dynamics in selected momentum-space cuts covering the complete Bril-
louin zone. Our results show that the relaxation of photoexcited QPs is
almost momentum-independent taking place on femto- and picosecond
time scale.

0 86.9 Thu 17:00 S052
Femtosecond time-resolved photoemission of the photo-
induced valence transition in YbInCus — eFLORIAN DIEKMANN,
Lars-PHILIP OLorr, KERSTIN HANFF, MICHAEL BAUER, and KaI
RossNAGEL — Institut fiir Experimentelle und Angewandte Physik,
Universitat Kiel, 24098 Kiel, Germany

Below a temperature of 42 K, YbInCuy displays a first-order isostruc-
tural transition from a semimetallic, paramagnetic local-moment phase
with an Yb valence of 2.94 to a metallic, non-magnetic, valence-
fluctuating heavy-fermion phase with a Yb valence of 2.84 [1]|. Here, we
use time- and angle-resolved extreme ultraviolet photoemission spec-
troscopy to directly probe the photo-induced valence transition in the
electronic structure relaxation dynamics near the Fermi level on the
femtosecond time scale. Temperature- and pump fluence-dependent
results are presented and compared to the results of time-resolved re-
flectivity measurements.

[1] H. Sato et al., Phys. Rev. Lett. 93, 246404 (2004).

0 86.10 Thu 17:15 S052
Transient band gap enhancement of the photoexcited exci-
tonic insulator phase in quasi-1D TasNiSes — eSELENE MoR!,
Marc Herzog!, CLauDE MonNNEY2, MARTIN WoLr!, and JuLia
STaEHLER! — Fritz-Haber-Institut der MPG, Dept. of Phys. Chem.,
Berlin, Germany — 2University of Zurich, Physics Dept., Switzerland

Strong electron-hole interaction in small gap semiconductors can lead
to spontaneous formation of excitons resulting in an excitonic insula-
tor (EI) phase. TagNiSes (TNS) has been proposed as candidate for
such a phase transition (PT) in combination with a structural change
at Tc =~ 328 K. In order to unveil how the monoclinic/EI phase stabi-
lizes in TNS, we monitor the non-equilibrium dynamics after photoex-
citation using time-resolved optical and photoemission spectroscopy.
Time-resolved photoemission in the EI phase shows a strong excitation-
density-dependent valence band depletion, until absorption saturation
is reached at a critical fluence Fgsat. This is also reflected in a satu-
ration threshold of the overall transient optical response. A coherent
phonon at 4 THz, which is specific of the monoclinic phase, persists
above Fgat, indicative of a hindered photoinduced PT. Time-resolved
photoemission below Fsat reveals a band gap shrinking due to photoen-
hanced screening of Coulomb interaction. However, above Fgat this
process competes with a delayed band gap widening that we attribute
to increased excitonic correlations. After ~ 1.5 ps, excess energy is

transferred to the lattice and the band gap shrinking is driven quasi-
thermally. These complex dynamics support the key role of electron-
hole correlations as origin of the EI phase in TNS.

0 86.11 Thu 17:30 S052
Tracing thermal and nonthermal phase transition by pump-
probe schemes. Part I: material behavior under irradiation
— oNikITA MEDVEDEV!, VicTOR TKACHENKO!, and BEaTa Ziajal:2
— 1CFEL at DESY, Notkestr. 85, Hamburg, Germany — 2Institute
of Nuclear Physics, Polish Academy of Sciences, Radzikowskiego 152,
31-342 Krakow, Poland

We study theoretically effects of thermal and nonthermal phase transi-
tions in semiconductors irradiated with femtosecond laser pulses. Our
developed hybrid code XTANT combines: (i) Monte Carlo method
tracing highly-excited nonequilibrium electrons; (ii) Boltzmann colli-
sion integrals to calculate energy exchange between atoms and low-
energy electrons; (iii) tight binding molecular dynamics following
atomic motion on the evolving potential energy surface. This com-
bined approach allows to model both, thermal (triggered by heating
of atoms via electron-phonon coupling) and nonthermal (triggered by
changes of the interatomic potential through electron excitation) phase
transition.

In the first part of the report, we present the XTANT model and
discuss the behavior of irradiated semiconductors occurring at different
timescales. We demonstrate how the electronic kinetics at femtosecond
timescales impacts the atomic dynamics. The nonthermal phase tran-
sitions occur within a few hundred femtoseconds. Typically at lower
excitation doses, thermal heating may lead to structural changes at
picoseconds timescales. Examples of irradiated silicon and GaAs will
be presented and compared to experiments.

0O 86.12 Thu 17:45 S052
Tracing thermal and nonthermal phase transitions in solids
with pump-probe scheme. Part II: Response of optical prop-
erties — eVicTor TkacHENKO!, NikiTA MEDVEDEV!, and BEATA
Ziaial?2 — ICFEL at DESY, Notkestr. 85, 22607 Hamburg, Ger-
many — 2Institute of Nuclear Physics, Polish Academy of Sciences,
Radzikowskiego 152, 31-342 Krakow, Poland

Electronic excitation and atomic dynamics after femtosecond laser
pulse irradiation affect electronic structure, thus modifying optical
properties of irradiated materials. During the transition of the ma-
terial to non-equilibrium state and its later relaxation to a new equi-
librium phase, its optical properties are influenced by both electronic
and atomic dynamics. Optical coefficients can be measured in experi-
ments and used as signatures of phase transitions. Pump-probe tech-
niques tracing evolution of optical properties in irradiated material are
modelled with our in-house developed XTANT code. As the code is a
unified hybrid model that combines Monte-Carlo scheme, temperature
equation, molecular dynamics technique and tight-binding formalism,
it allows to trace structural transformation of diamond into graphite.
The presented method proved to be feasible to evaluate complex dielec-
tric function of the material and hence to calculate reflection, trans-
mission and absorption coefficients of diamond at each stage of the
graphitization process. Comparison with experimental data confirms
the accuracy of our method.

O 87: Metal Substrates: Structure, Epitaxy and Growth

Time: Thursday 15:00-18:15

O 87.1 Thu 15:00 S053
Zn on Au(111) - growth and alloy formation — eKONSTANTIN
M. ScuHUTTLER and R. JURGEN BEnM — Institute of Surface Chem-
istry and Catalysis, Ulm University, D-89069 Ulm, Germany

Methanol is a promising molecule for chemical energy storage, e.g. by
use of Hy from regenerative sources. Industrially, methanol is synthe-
sized from syngas (CO/Hz2) over Cu/ZnO catalysts. The synthesis of
“Green Methanol” from COg2/Hgz as “solar fuel” could make this syn-
thetic fuel even independent of fossil energy carriers. It has recently
been demonstrated that under reaction conditions the ZnO support
of Cu/ZnO catalysts is partly reduced to Zn, forming a CuZn alloy
which is proposed to contain the active site for this reaction. For the
hydrogenation of COg2, Au/ZnO is a highly promising catalyst, and
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in analogy to Cu/ZnO, reduction of ZnO and formation of bimetallic
AuZn surfaces under reaction conditions is plausible.

In order to gain more insight into the formation and nature of active
sites, we started to study the formation, structure and chemical prop-
erties of bimetallic Zn/Au(111) surfaces as structurally well-defined
2D model catalysts. Here we present first UHV-STM measurements
on the growth and (surface) alloy formation of Zn on Au(111). Nucle-
ation and 2D growth of Zn islands seems to start both at the elbow
sites of the Au(111) herringbone reconstruction and at step edges.
Equally possible, however, is that the observed structures are created
by place exchange of Zn atoms into the first layer, which then act as
trap sites for Zn and Au adatoms, where the latter result from Zn place
exchange. This is tested in ongoing STM experiments.
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O 87.2 Thu 15:15 S053 The surface reconstruction of Pt(001) revisited — REeNE
Structural analysis of Pd on W(110) — eJEANNETTE KEM- HamMer!, Ovuwver Kraun!, Kravs Mener!, and eWorr

MER and MATTHIAS BoDE — Physikalisches Institut, Experimentelle
Physik II, Universitat Wiirzburg, Am Hubland, D-97074 Wiirzburg,
Germany

We report on a scanning tunneling microscopy (STM) study of the
thin-film growth of Palladium (Pd) on W(110). Depending on the Pd
thickness various surface superstructures are observed. Sub-monolayer
Pd coverages exhibit periodic stripes runing along the [001] direction of
the substrate. Their periodicity amounts to (7.3£0.5) nm and does not
change significantly up to coverages of 0.88 atomic layers (AL). Addi-
tionally, zigzag lines appear in between the straight stripes. Atomically
resolved images reveal that these stripes mark transition regions be-
tween inequivalent asymmetric Pd adsorption site, i.e. left- and right-
shifted relative to the centro-symmetric hollow adsorption site usu-
ally found on bcc(110) surfaces. At Pd coverages between 0.93 AL to
1.01 AL the stripe anisotropy along the [001] direction of the substrate
decrease. At the same time the stripe periodicity steeply increases,
resulting in structural domain sizes up to 100 nm with right- and left-
shifted adsorption sites. The second layer starts to grow on step edges
and as hexagonal islands with additional stripes on top. The stripes
are fully developed when the second layer is completly closed. Island
growth starts with the third layer and marks the transition between
the bcc crystal structure of the substrate and the fcc crystal structure
of the Pd.

Invited Talk 0O 87.3 Thu 15:30 S053
Heteroatom-doped Molecular Nanostructures on Surfaces —
oSABINE MAIER — Department of Physics, Friedrich-Alexander Uni-
versity Erlangen-Niirnberg, Germany

The interest in molecular nanostructures on surfaces emerges from
their prospective applications in nanoscale electronics, solar cells, en-
ergy storage devices, and other fields. Non-covalent intermolecular
interactions in self-assemblies facilitate the formation of long-range
ordered patterns. In contrast, the on-surface synthesis of covalent
molecular structures improves the stability and intermolecular charge
transport at the expense of structural control owing to the irreversible
nature of the newly formed covalent bonds, which prevents an error
correction.

Here, we review recent high-resolution scanning probe microscopy
experiments complemented by density functional theory on non-
covalent and covalent molecular structures built from carefully de-
signed functionalized triphenylamines. First, hierarchic formation
principles of covalently-linked nanoporous networks through surface-
assisted Ullmann coupling reactions are shown. Design rules to po-
tentially overcome the lack of long-range order in such networks will
be discussed together with their electronic properties and host-guest
chemistry. In the second part, electronically decoupled self-assemblies
on bulk insulators are presented. We show how intermolecular and
molecule-substrate interactions can be tuned by functional groups in
order to achieve one-, two-, or three-dimensional assemblies in a con-
trolled way.

O 87.4 Thu 16:00 S053
Atomic diffusion through vacancies as driving mechanism
for structure formation of bimetallic surface alloys — eLuis
ManceErA and AXEL Gross — Institute of Theoretical Chemistry,
Ulm University, D-89069 Ulm, Germany

The local catalytic activity of surface alloys is usually investigated us-
ing periodic DFT calculations, and the energetics of the surface struc-
ture is based on periodic arrangements. Still, real surface alloys are
often far away from having regular atomic distributions. Furthermore,
it is not clear whether the resulting structures are governed by ther-
modynamics, i.e., whether these structures correspond to a minimum
of the free energy, or whether their arrangement is a consequence of
kinetic hindering that does not allow the system to reach thermal equi-
librium. Thus a generalized approach is necessary in order to under-
stand the stability of surface alloys for different mixing ratios of the
constituents. Therefore, we investigate the structure formation of sur-
face alloys by generalizing the local description provided by periodic
DFT into a kinetic Monte Carlo (kMC) approach that allows to ad-
dress the temporal evolution of bimetallic structures. As self-diffusion
in metals is usually mediated via vacancies, as a first step we con-
centrate on the determination of transition rates for vacancy diffusion
processes taking variations in the local environment into account.

O 87.5 Thu 16:15 S053
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Wippral'2 — 1Martin-Luther-Universitit Halle-Wittenberg, Halle,
Germany — 2Max-Planck Institut fiir Mikrostrukturphysik, Halle,
Germany

The complex hexagonal reconstruction of the (001) surfaces of plati-
num and gold is under debate since decades [1,2]. In the present
study, we combine SPA-LEED and STM together with LEED si-
mulations based on a Moiré approach to address the Pt(001) recon-
struction. Smooth samples annealed at 900°C' show two domains of
a ¢(26x128 £ 10) superstructure. The superstructure evolves from a
Moiré-like buckling of a quasi-hexagonal top layer (hex). The lattice
vectors of the hex are reduced to 0.9606a and 0.9629a with respect
to the interatomic distance a of Pt(001). The former runs exactly
along [011] or [011] whereas the latter one deviates by 120.08° from
that directions. Sample annealing at 1000°C' stimulates a continuous
rotation of the hex where all angles between 0 and 40.8° are simulta-
neously realized. At 1100°C, the hex resides in fixed rotation angles
of +(0.77° £ 0.01°). Sputtering at elevated temperatures lowers the
value n of the ¢(26x2n) superstructure down to 34 and leads to a con-
tinuous rotation in the range of £0.8°. In many aspects, the Pt(001)
reconstruction displays a similar behavior as found for Au(001) [2].

[1] P. Havu et al., Phys. Rev. B 82 (2010) 161418(R) and references
therein;

[2] R. Hammer et al. Phys. Rev. B 90 (2014) 035446.

0 87.6 Thu 16:30 S053
Mapping the contact formation of a gold tip approaching the
Au(111) surface — eLukas GErRHARD! and WuLF WULFHEKEL!:?
— Mnstitut fiir Nanotechnologie (INT), Karlsruhe Institute of Tech-
nology (KIT), 76344 Eggenstein-Leopoldshafen — 2Physikalisches In-
stitut (PI), Karlsruhe Institute of Technology (KIT), 76049 Karlsruhe

The understanding of the interplay between forces, relaxations, and
electron transport during formation and breaking of a contact between
two metallic electrodes is of fundamental interest for nano-scale elec-
tronics. Here we use the gold tip of a low-temperature scanning tunnel-
ing microscope (STM) to reproducibly form and break a contact with
a reconstructed Au(111) surface without degradation of the electrodes.
From a set of about 20.000 individual measurements we mapped the
work function, the tip-sample separation at jump into contact, the
jump in conductance, and the hysteresis in the approach-retract curve
with atomic resolution on an area of 1 x 9 nm 2 spanning the 22 x V3
unit cell of the reconstruction. The variation of these parameters due
to the difference in the local coordination environment is discussed.

O 87.7 Thu 16:45 S053
Epitaxial growth of tin(IV)-phthalocyanine-dichloride on
Ag(111) — eCurisTiaN Zwick!, Yur Toka?, Roman ForkEkRr!,
Sarosui KeEra?3, and TorsTEN Fritz! — lInstitute of Solid State
Physics , Friedrich Schiller University Jena, Helmholtzweg 5, 07743
Jena, Germany — 2Graduate School of Advanced Integration Sci-
ence, Chiba University, Yayoi-cho, Inage-ku, Chiba 2638522, Japan —
3Institute for Molecular Science, Myodaiji, Okazaki 4448585, Japan

The peculiarities of the tetrahedron-like organic dye molecule tin(IV)-
phthalocyanine-dichloride (SnClaPc) originate from its functionaliza-
tion with chlorine atoms above and below the central tin atom. These
are expected to have a crucial impact on interface formation by virtue
of their role as spacer groups and also due to the altered chemical re-
activity compared to chlorine-free phthalocyanines. We report on the
coverage-dependent growth of SnClaPc on Ag(111). The thin films
were characterized optically by in situ differential reflectance spec-
troscopy (DRS) and structurally by combined scanning tunneling mi-
croscopy (STM) and low-energy electron diffraction (LEED) measure-
ments. Depending on the effective layer thickness we observe distinct
phases of highly ordered flat-lying SnClaPc molecules, leading to a bi-
layer structure as a precursor for a bulk-like crystal growth. For each of
the subsequently observed structural phases, distinct optical properties
can be assigned, allowing to qualitatively judge possible interactions
with the surface and between stacked molecular layers in addition to
the characterization of the structural reordering processes.

O 87.8 Thu 17:00 S053
On the adsorption behavior of a porphyrin on different
Cu surfaces: A comparative scanning tunneling microscopy
study — eMicHAEL LEPPER, LIANG ZHANG, MICHAEL STARK,
Hans-PETER STEINRUCK, and HUBERTUS MARBACH — Physikalis-
che Chemie II and Interdisciplinary Center for Molecular Materials
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(ICMM), Universitidt Erlangen-Niirnberg, Egerlandstr. 3, D-91058 Er-
langen

Self-assembly of functional molecular building blocks on well-defined
surfaces is a promising approach for the bottom-up fabrication of
two-dimensional nanostructures with outstanding properties. In this
respect, porphyrins are particularly attractive due to their distinct
chemical and physical properties. In this study, we compare the ad-
sorption of 2H-5,10,15,20-Tetrakis-(3,5-di-tert-butyl)-phenylporphyrin
(2HTTBPP) on different substrates, i.e., Cu(110) and Cu(110)-(2x1)O,
under ultra-high vacuum conditions by scanning tunneling microscopy.
At room temperature, supramolecular arrangements are observed for
2HTTBPP on Cu(110)-(2x1)O, while on Cu(110) individual molecules
in a disordered layer are found. Interestingly, the intramolecular con-
formations on the two substrates are quite different. The corresponding
findings are interpreted by accounting for specific molecule-molecule
and molecule-substrate interactions. In addition, the so-called self-
metalation of 2HTTBPP with Cu atoms will be reported and dis-
cussed. Supported by the DFG through FOR 1878 (funCOS) and the
AvH Stiftung.

0 879 Thu 17:15 S053
From Porphyrins to Pyrphyrins: Adsorption and Met-
alation on Au(111l) — eGersoN MerTE!, DENYS SUTTER!,
YELIZ GURDAL?, STEPHAN SCHNIDRIG2, BENJAMIN PROBST?, MAR-
ceLLA IanNuzzi?, JUrRG HuTTER?, ROGER ALBERTO?, and JURG
OSTERWALDER! — 1Physik-Institut, Universitdt Ziirich, CH-8057

Ziirich — 2Institut fiir Chemie, Universitat Ziirich, CH-8057 Ziirich

Pyrphyrin, a tetradentate bipyridine based macrocycle, represents an
interesting but widely unexplored molecular ligand. It shares some
similarities with the far better known porphyrins, but it is constituted
by pyridyl subunits instead of pyrrols. A high stability of pyrphyrin
and its corresponding complexes is suggested. Metal complexes based
on pyrphyrin ligands have recently shown promise as water reduction
catalysts in homogeneous photochemical water splitting reactions [1].
In this study, we examined the adsorption and metalation of pyr-
phyrin on a single crystalline surface by means of low-energy electron
diffraction (LEED), scanning tunneling microscopy (STM), x-ray pho-
toelectron spectroscopy (XPS) and density functional theory (DFT).
Pyrphyrin coverages of approximately one monolayer and less were ob-
tained by sublimation of the molecules on a Au(111) surface at room-
temperature. Cobalt deposition and subsequent annealing led to the
formation of Co-ligated pyrphyrin molecules. An intermediate state of
the metalation reaction was observed and the reaction steps for the Co
metalation of pyrphyrin molecules on Au(111) were established.
[1] E. Joliat et al., (in preparation).

O 87.10 Thu 17:30 S053
Structure and morphology of sulfur-terminated Si(111) —
eL.Ars Buss, THoMAS ScuHMIDT, and JENS FArLTA — Universitit Bre-
men, Bremen, Germany

The preparation of sulfur-terminated Si(111)-surfaces aims at the func-
tionalization and passivation of the surface as a template for the
growth of layered materials thin films, as the sulfur-termination pre-
vents strong chemical bonding between the substrate and the adsor-
bate. Therefore the surface-reconstruction and the morphology of the

sulfur-terminated Si(111)-surface have been examined with both SPA-
LEED and STM. In a small temperature range, a phase transition from
(7% 7) to a reconstruction, previously reported as (4 x 4) by Metzner et
al. (Surf. Sci. 377 (1997) 71), was found. Our analysis, however, re-
veals that this reconstruction is actually a (% g)—reconstruction7 which
occures in three rotational domains on the surface. Furthermore we
observe that the surface is etched upon prolonged exposure to the
sulfur-flux.

O 87.11 Thu 17:45 S053
Decay of isolated Hills and Saddles on Si(001) studied by
LEEM — ePierre KirscuBauMm!, Lorar BrenpeL!, KeLry R.
Roos?, MicHAEL HorN-voN Horecen!, and FrRank-J. MEYER zU
HERINGDORF! — lFaculty of Physics and Center of Nanointegration
(CeNIDE), University of Duisburg-Essen, Lotharstrafe 1, 47057 Duis-
burg — 2Present Adress: Faculty of Engineering and Physics, Bradley
University, Preoria, IL 61625

Dark field low energy electron microscopy is used to study the high
temperature decay of isolated hills and saddle points on Si(001). We
find different temperature dependent decay rates for the top of the hill
compared to a saddle point with low step density that is present in the
vicinity of the hill. The decay rate of the hill is always higher than the
decay rate at the saddle. The two rates converge with increasing tem-
perature and become equal at temperatures above 1060°C. We also
report an alternating fast and slow decay rate for the layer-by-layer
decay of the hills. This surprising finding is independent of temper-
ature and is explained by macroscopic strain in the sample. In-situ
deposition of Au on the Si(001) surface increases the decay rates of
the hill and saddle by more than a factor of ten.

O 87.12 Thu 18:00 S053
Growth, morphology, and stoichiometry of cobalt germanide
islands on Ge(001) — eMoriTz Ewrrr!, THomas ScumipT!,
Inca HeibMann®, JaN INco FrLege!, Tomasz GRzELAZ, MICHAEL
ForrsTER?, Lucia ABALLE?, THoMAS ScHROEDER?, and JENS
Farral — lInstitute of Solid State Physics, University of Bremen,
Germany — 2Leibniz Institute for Innovative Microelectronics (IHP),

Frankfurt (Oder), Germany — 3ALBA CELLS, Barcelona, Spain

In today’s silicon technology, the integration of germanium structures
is one of the most promising routes to improve the performance of
CMOS devices. One of the challenges is the fabrication of low-resist-
ance metal/Ge contacts. As metallization contact materials, Co ger-
manides and Ni germanides are regarded to have the best perspective.

We have investigated the growth of Co germanide on Ge(001) by
Co metal deposition using low-energy electron microscopy and mi-
crodiffraction as well as x-ray absorption photoemissionmicroscopy
(XAS). Both for room temperature (RT) deposition followed by ther-
mal annealing as well as for metal deposition at elevated temperatures,
we observe the formation of Co germanide 3D islands. Extremely
anisotropic, needle-like 3D islands extending in {110} directions coex-
ist with rather compact ones. XAS measurements at the Co L absorp-
tion edge show that for deposition at room temperature, metallic Co is
present on the surface that reacts with the Ge during subsequent ther-
mal annealing. The Co germanide forms 3D Volmer-Weber islands.
Interestingly, local XAS reveals that different island morphologies are
related to different germanide stoichiometries.

O 88: Frontiers of Electronic Structure Theory: Focus on Topology and Transport V

Time: Thursday 15:00-18:15

O 88.1 Thu 15:00 H24
Zero-point renormalization of the electronic structure:
trends across chemical and structural space — eHoNGHUI
SHaNG!, CHRIsTIAN CARBOGNOY, PaTRICK RINKEY'2, and MATTHIAS
ScHEFFLER! — lFritz-Haber-Institut der Max-Planck-Gesellschaft,
Berlin — 2Aalto University, Helsinki, Finland

The importance of the renormalization of the electronic structure
due to the zero-point nuclear motion (ZPR) has been discussed since
long [1,2], but only recent advances in the first-principles treatment
of electron-phonon coupling (EPC) enabled an accurate assessment
of this effect for simple, prototypical materials, e.g., diamond [3] and
Si [4]. However, it is largely unknown how chemical and structural
properties affect the ZPR. To shed light on this question, we com-
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pute the EPC and ZPR for the octet binaries in both the zincblende
and NaCl structure. Computationally, this is achieved by exploiting
our recent implementation of density-functional perturbation theory in
real-space, which provides considerable computational advantages with
respect to numerical costs, parallelization, and especially scalability
with respect to the number of atoms. We demonstrate the validity of
our implementation by comparing with existing studies and finite dif-
ference results, investigate the trends across chemical /structural space,
and critically discuss the role of the exchange-correlation functional.

[1] P. B. Allen and V. Heine, J. Phys. C 9, 2305 (1976).

[2] M. Cardona, Solid State Commun. 133,3 (2005).

[3] F. Giustino,et.al. Phys. Rev. Lett. 105, 265501 (2010).

[4] S. Poncg, et.al. J. Chem. Phys. 143, 102813 (2015).
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O 88.2 Thu 15:15 H24
All-Electron Many-Body Approach to X-Ray Absorption
Spectroscopy — eCHRISTIAN VORWERK, CATERINA CoccHI, and
Craubpia Draxr — Institut fiir Physik, Humboldt-Universitét zu
Berlin, 12489 Berlin, Germany

We present an all-electron approach of the many-body perturbation
theory to describe X-ray absorption spectroscopy (XAS) in solid-state
materials. In this formalism, the electron-hole interaction is explicitely
included by solving the Bethe-Salpeter equation. A fully relativistic de-
scription of core states, as implemented in the all-electron full-potential
code exciting|l], enables the explicit treatment of the effects of spin-
orbit coupling in the spectra. We investigate the XAS for prototypical
systems, such as TiOz and MgO, considering excitations from oxygen
K and metal L edges. Our results, in good agreement with experiments,
allow us to gain insight into the nature of the core-level excitations of
these materials.
[1] A. Gulans et al., J. Phys. Condens. Matter 26, 363202 (2014).

O 88.3 Thu 15:30 H24
Cohesive properties from all-electron RPA total ener-
gies — eMAaRKUS BETzINGER', CHRISTOPH FRIEDRICH!, ANDREAS
GorLING?, and STEFAN BLUGEL! — Peter Griinberg Institut and
Institute for Advanced Simulation, Forschungszentrum Jiilich and
JARA, Germany — 2Lehrstuhl fiir Theoretische Chemie, Universitét
Erlangen-Niirnberg, Germany

We present an all-electron implementation of the RPA total energy
within the full-potential linearized augmented plane-wave (FLAPW)
method. An incomplete basis-set correction (IBC) [1] is employed to
improve the convergence of the total energy with respect to the basis-
set and the number of unoccupied states. To some extent the IBC
incorporates an infinite number of bands and enables a virtually exact
treatment of the core electrons.

We demonstrate that the core electrons give rise to a sizeable con-
tribution to the RPA total energy. Their individual contribution is
comparable to that of the valence electrons. All-electron RPA lattice
constants and bulk moduli are shown for a set of prototype materials
and compared to experimental results. An excellent agreement with
experiment is observed.

[1] M. Betzinger et al., Phys. Rev. B (accepted, 2015); 88, 075130
(2013); 85, 245124 (2012).

0O 88.4 Thu 15:45 H24

Explicitly correlated self consistent field theory — eCHRISTIAN
Lasar and THORSTEN KLUNER — Universitat Oldenburg

Explicitly correlated correlation methods are an interesting field of
current research since they are able to drastically improve the other-
wise slow basis set convergence of conventional correlation methods.
Therefore, chemical accuracy can be achieved with rather small basis
sets.[1] The new correlation method presented in this contribution has
already been developed for two-electron systems a long time ago[2].
We present the generalization of this ansatz to N-electron systems.

The basic idea is to augment a single slater-determinant with an
explicitly correlated prefactor which then takes care of the correlation
effects and the basis set convergence. Another interpretation of this
ansatz would be a contracted CISD with orbital optimization in a com-
plete basis set. The contraction is achieved by the explicitly correlated
prefactor whose choice therefore defines the possible accuracy of the
method. In principle, the generalization to any pair method i.e. CCSD
and MP2 will be possible.

The big advantage of this kind of ansatz for the wave function is the
drastic reduction of matrix elements needed for the optimization of the
wave function. As a result, the presented method will be applicable to
large molecules.

[1] Chem. Rev. 112, p. 4 (2012) [2] J. Chem. Phys. 99, p. 8830
(1993)

O 88.5 Thu 16:00 H24
Representing energy landscapes by combining neural net-
works and the empirical valence bond method — eSiNnja
Krees!, Ramona UFERZ, VOLODYMYR SERGIIEVSKYI?, ECKHARD
Sponr?, and JorG BEHLER! — Lehrstuhl fiir Theoretische Chemie,
Ruhr-Universitdt Bochum, D-44780 Bochum, Germany — 2Lehrstuhl
fiir Theoretische Chemie, Universitiat Duisburg-Essen, D-45141 Essen,
Germany

In recent years, artificial neural networks (NNs) have become a power-
ful method to develop reactive interatomic potentials for large systems.

149

However, the construction of NN potentials can become computation-
ally very demanding due to the high dimensionality of the configuration
space, which needs to be mapped by reference electronic structure cal-
culations. Combining NN potentials with the empirical valence bond
(EVB) method offers a promising approach to derive the potential en-
ergy of complex systems with substantially reduced effort, since the
size of the reference structures can be strongly decreased. Preliminary
results will be discussed and compared to density functional theory
data.

O 88.6 Thu 16:15 H24
CELL: a python package for cluster expansions with large
parent cells — eSanTiaco RicamoNTI'!, MaRriA TropPPENZ!,
CHRISTOPHER SUTTON2, Luca M. GHIRINGHELLI?, and CLAUDIA
DraxL! — 'Humboldt-Universitit zu Berlin — 2Fritz-Haber-Institut

der Max-Planck-Gesellschaft

The discovery of new materials for applications in areas such as energy
harvesting, relies more and more on the accurate theoretical descrip-
tion of complex structures with large unit cells. The properties of
interest are often tuned by substitutional dopants. Due to the vast
configurational dopant space, a wide-spread approach is the cluster
expansion (CE) technique. Most available CE codes are designed for
alloys based on small parent cells, with usually 1 to 4 atoms. For
the many important materials with much larger parent cells such ap-
proaches can’t be applied. We devise an iterative scheme, based on
efficient samplings of the configurational space, avoiding full structure
enumerations. CELL consists of several modules that can be used in-
dependently, enabling to design CEs for specific purposes. Various CE
schemes are available, offering £2 and ¢; norms as penalization terms
and different cross-validation strategies. Methods such as LASSO and
split Bregman iteration are available for dealing with the ¢; norm (com-
pressive sensing). Access to finite-temperature properties and the char-
acterization of phase transitions is possible through the Wang-Landau
and diffusive nested sampling modules. Examples are presented for
type-1 thermoelectric clathrates, with 46 sites in the parent cell.

O 88.7 Thu 16:30 H24
Structural and electronic properties of the thermoelectric
clathrates BagAl,;Sisjs—, and SrgAl,Siss_, — eMaRiaA TRoOP-
PENZ, SANTIAGO RicamonTI, and Craupia DraxL — Humboldt-
Universitat zu Berlin

Clathrate compounds are promising candidates for high-efficiency ther-
moelectric applications. Their cage-like structure containing guest
atoms allows for exploiting the idea of the phonon-glass electron-crystal
and reaching a large figure of merit. We study BagAlxSige—x and
SrgAlxSise—x (6 <x<16), where optimal electronic properties are ex-
pected close to the Zintl composition (x=16). Cluster expansions on
various quantities are performed, thus having access to ground-state
as well as finite-temperature properties. A linear increase of the lattice
constant with the number of Al substituents is obtained (0.019 A per
Al addition) confirming experimental observations (0.02 A). The calcu-
lated bond distances between high-symmetry sites agree well with ex-
periment for the full compositional range [1,2]. We find a close correla-
tion between bond distances and fractional Al occupancies. This helps
improving models used by experimentalists to estimate fractional oc-
cupancies. The substitutional configurations present an order-disorder
transition around 600 — 900 K, which is further analyzed applying the
Wang-Landau method. An important finding is the semiconducting
behavior of the low-temperature ordered phase at the Zintl composi-
tion, which points out the technological relevance of these compounds.
[1] J. H. Roudebush et al.; Inorg. Chem. 51, 4161 (2012)

[2] M. Bobnar et al.; Dalton Trans. 44, 12680 (2015)

O 88.8 Thu 16:45 H24
Ab-initio calculation of Raman spectra of graphene-based
materials — eALBIN HERTRICH, CATERINA CoccHI, PASQUALE
PavonEg, and Craubpia DraxL — Department of Physics, Humboldt-
Universitat zu Berlin, Germany

Raman scattering is an important non-destructive method for char-
acterizing carbon-based materials. The main features of experimen-
tal Raman spectra of pristine graphene and graphite are the first-
order G-band at ~1580 cm~! and the dispersive second-order 2D-
band at ~2700 cm~!. We calculate first- and second-order Raman
spectra fully ab-initio using the full-potential all-electron DFT pack-
age exciting [1], which allows for the calculation of both phonon
dispersion, within the frozen-phonon approximation, and frequency-
dependent dielectric tensors, from time-dependent DFT and the Bethe-
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Salpeter equation. In our approach [2], we expand the dielectric ten-
sor with respect to the phonon normal coordinates. By taking its
derivatives and by computing vibrational matrix elements, we calcu-
late Raman scattering intensities. Applying this scheme to monolayer
graphene, bilayer graphene, and graphite, we obtain the G-band in
good agreement with experiment [3]. Furthermore, we explore the
influence of both the stacking sequence and the laser energy on the
2D-band.

[1] A. Gulans et al., J. Phys.: Condens. Matter 26, 363202 (2014).
[2] C. Ambrosch-Draxl et al., Phys. Rev. B 65, 064501 (2002).

[3] A. C. Ferrari et al.,, Phys. Rev. Lett. 97, 187401 (2006).

O 88.9 Thu 17:00 H24
Exciton dispersion in layered and 2D systems — eFRANCEsSCO
SorTiLe!2, Giorcia FucaLLo!:?, PierLuict Cupazzo!»2, and MaT-
TEO GATTI'?3 — lLaboratoire des Solides Irradiés, Ecole Poly-
technique, CNRS, CEA-IRAMIS, Université Paris-Saclay, F-91128
Palaiseau, France — 2European Theoretical Spectroscopy Facility
— 3Synchrotron SOLEIL, L’Orme des Merisiers, Saint-Aubin, Boite
Postale 48, F-91192 Gif-sur-Yvette, France

The study of the exciton dispersion is of paramount importance for all
applications involving light harvesting, beside providing fundamental
knowledge about exciton mobility and migration. Using state-of-the-
art ab initio many-body approach, like the Bethe-Salpeter equation
[1], we present a first principle study of exciton dispersions in layered
materials and 2D systems. Results for the former systems (on the
prototypical hBN and MoS2) have been recently confirmed by exper-
iments carried out at the Synchrotron ESRF [2]|. For the latter (2D)
systems we investigate exciton dispersion in graphane and hBN. From
our results we provide a general picture of the mechanisms governing
the dispersion of neutral excitations in 2D systems, and of the role
played by the confinement of the electronic charge in setting the ex-
citon binding energy. In particular we found that due to the strongly
reduced screening of the Coulomb interaction in low- dimensional ma-
terials, the binding energy of both Wannier and Frenkel excitons in the
optical spectra is large and comparable in size[3]. [1] M. Gatti et al.,
Phys. Rev. B 88, 155113 (2013) [2] G. Fugallo et al. Phys. Rev. B
92, 165122 (2015) [3] P. Cudazzo et al. submitted to Phys. Rev. Lett.

O 88.10 Thu 17:15 H24
Electronic structure of selected superheavy elements (Z>104)
— eHaNA CENcARIKovAal and Domintk LecuT? — !Institute of Ex-
perimental Physics, SAS, Kosice, Slovakia — 2IT4Innovations Center,
VSB-TU Ostrava, CZ 708 33 Ostrava, Czech Republic

The electronic structure of selected super-heavy elements (Z>104) have
been determined from the first-principle calculations based on the den-
sity functional method. To determine the ground-state structure we
have calculated number of basic phases including the face-centered
cubic, body-centered cubic, simple cubic as well as hexagonal closed
packed structures. Our results were obtained using local density ap-
proximation for the exchange and correlation effects and without and
with the spin-orbit interaction for the band states. The analysis has
been focused on the determination of the electronic density of states,
electronic band structure dispersion relation, mechanical properties
(elastic constants) and selected thermodynamical properties.

O 88.11 Thu 17:30 H24
Layer-resolved calculated vibrations at gold surfaces —
eANDREI PosTnikov! and Kamin MoLposanov? — 1Université de
Lorraine, LCP-A2MC, Metz, France — 2Kyrgyz-Russian Slavic Uni-
versity, Bishkek, Kyrgyzstan

Vibration modes at (001), (011) and (111) surface of gold are calcu-

O 89: Oxides and
Time: Thursday 15:00-18:30

0 89.1 Thu 15:00 H4
Iron-Silicate films on Ru(0001) — eGiNa PrescHEL, HAGEN W.
KrLEmM, ALEXANDER B. FunricH, MAuricio PrieTo, DIETRICH
MEeNzEL, THoMAs ScHMIDT, and Hans-JoacHiM FREUND — Fritz-
Haber-Institut der Max-Planck-Gesellschaft, Berlin, Deutschland

Zeolites offer strong catalytic activity and are already widely used in
industry as desiccant, detergent or as molecular sieves. Iron-silicate

lated from first principles, using the S1EsTA method [1] and the frozen
phonon approach. Calculations are done on thick slabs of moderate
lateral size — (2x2) for (001), (2x3) for (011), (3x3) for (111). This
allows to resolve the vibration patterns layer by layer into the depth,
in dependence on the in-plane wavevector component, and discrimi-
nating the polarisation of vibration modes. One notes the softening
of modes at the surface, and an appearance of specifically surfacial
modes. The bulk behaviour is largely recovered from the 5th or 6th
layer downwards.

This study was driven by an intention to grasp the properties of lon-
gitudinal acoustic modes propagating at some depth under the surface
of gold nanoparticles, which were an important element of our recent
work related to the mechanism of radiofrequency absorption and hence
resulting heating of nanoparticles of > 5 nm size [2]. Since it is difficult
to meaningfully incorporate the diversity of the nanoparticles’ shapes
in a practical calculation, the vibrations beneath the most common
facets occurring at the nanoparticles’ surface were studied instead.

1. The SiEsTA method, http://departments.icmab.es/leem/siesta/ .

2. A. Postnikov and K. Moldosanov, http://arxiv.org/abs/1508.00735 .

0 88.12 Thu 17:45 H24
Electronic structure, mechanical and thermodynamic proper-
ties of Actinium from first-principles — #ZuzaNa GROSMANOVA®
and Dominik LEguT? — !Nanotechnology, VSB-TU Ostrava, CZ 708
33 Ostrava, Czech Republic — 2IT4Innovations Center, VSB-TU Os-
trava, CZ 708 33 Ostrava, Czech Republic

In this work, the mechanical (elastic constants) and thermodynamic
properties of actinium were investigated using first-principle calcula-
tions. Our results were obtained using density functional theory em-
ploying local density and general gradient approximation for the elec-
tronic exchange-correlation effects and including the spin-orbit interac-
tion for the band states. The ground-state structure were determined
among simple phases like the face-centered cubic, body-centered cubic,
simple cubic as well as hexagonal closed packed structures.

O 88.13 Thu 18:00 H24
Interaction of Tritium and Chlorine 36 with defects in
Graphite: Insights from Theory — eCHRISTOPH LECHNER!,
PuiLippE BaraNek!, and HoLger Vacu? — 'EDF Lab Les Re-
nardiéres, Avenue des Renardieres, F-77818 Moret-sur-Loing Cedex,
France — 2CNRS-LPICM, Ecole Polytechnique, F-91128 Palaiseau

Cedex, France

In order to optimize the waste management of nuclear graphite used
in power plants, it is important to understand the properties of the ac-
tivated impurities it contains, such as tritium and chlorine 36. There-
fore, a computational study of the interaction of tritium and chlorine
36 with defects in graphite has been achieved at the density func-
tional theory (DFT) level by using the functionals PBE and PBEO with
Grimme’s D3 dispersion correction. The physisorption and chemisorp-
tion of atomic and molecular hydrogen or chlorine on graphite sur-
faces, (001), (100), and (110) with or without mono- and divacancies,
have been investigated. The stabilities of the formed complexes are
interpreted in terms of the formation energy. To obtain insight into
the nature of the bonding a population analysis of the systems has
been performed. While the bonding of hydrogen is mostly covalent for
chemisorption and van der Waals for physisorption, the behavior of
chlorine is much more complex. Depending on the defect site, both,
dominantly covalent and dominantly charge transfer bonding, is ob-
served. Raman spectra for selected structures have been investigated,
in order to evaluate, if the experimentally observed defect bands can
be reproduced.

Insulator Surfaces Il
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Location: H4

could be seen as a model system, offering the possibility to understand
structure and reactivity correlations and functionalize these materials
even more. Our investigation addresses the growth and structure of
ultrathin iron-silicate films on a Ru(0001) substrate with the methods
of LEEM, LEED, XPS and XPEEM.

Our studies reveal the formation of co-existing structural domains.
XPEEM results indicate that one kind of domain contains iron and
silicon while the other domain type contains only silicon. The overall
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LEED pattern consists of a (v/3 x v/3) R30° pattern with Moiré spots,
superimposed with a (2 X 2) structure, which could be assigned to the
individual domains, respectively. Including additional XPS results we
suggest a model for the iron-silicate consisting of a silica layer bound
to a complete FeO layer on the Ru-support.

0 89.2 Thu 15:15 H4
AFM investigation on CaF2(111) with atomically character-
ized tips — @ ALEXANDER LiEBIG, DANIEL MEUER, ANGELO PERO-
N10, and Franz Joser GIessIBL — Universitdt Regensburg, Germany

Contrast formation in atomic force microscopy (AFM) images of ionic
systems is often dominated by the electrostatic interaction between the
ions of the sample and the tip apex. Thus, the chemical identity of the
latter determines the contrast pattern, as e.g. shown for NaCl bilayers
on the Cu(111) surface by Gross et al. [1]. To optimize atomic contrast
in AFM experiments, the tip is usually poked slightly into the surface,
ending up with picking up a cluster of sample atoms by the tip. The
tip termination is thus uncharacterized, hindering the discrimination
of the different species of atoms in the AFM images. In this work, the
CaF2(111) surface is studied by AFM measurements. In contrast to
ionic crystals of the rock salt structure, the surface ions of CaF2(111)
are all charged negatively [2] and the contrast of the image allows to
determine the tip polarity [2,3]. Similar to previous experiments on
Cu2N [4], we use tips that are characterized at the atomic level using
COFTI [5], where an adsorbed CO molecule is used to image the tip
apex. Our goal is to characterize the imaging mechanisms and the
electrostatics of our different tips on the CaF2(111) surface.

References: [1]: L. Gross et al., Phys. Rev. B 90, 155455 (2014). [2]:
A. Foster et al., Phys. Rev. Lett. 86, 2373 (2001). [3]: F. J. Giessibl,
M. Reichling, Nanotechnology 16, 118 (2005). [4]: M. Schneiderbauer
et al., Phys. Rev. Lett. 112, 166102 (2014). [5]: J. Welker et al., ACS
Nano 7, 7377 (2013).

0 89.3 Thu 15:30 H4
(100)-oriented CeO> Nanoislands: Structure and Polarity
Compensation — eNikLas Niuius!, Y1 Pan2?, Hans-JOACHIM
FrEUND?, CLAUDINE NocUEra®, and JaceEk GoNntakowskr® — 1Carl
von Ossietzky Universitdt Oldenburg, Institut fiir Physik, D-26111
Oldenburg, Germany — 2FHI-Berlin, Fradayweg 14-16, D-14195 —
3CNRS-Sorbonne Universités, UPMC Univ. Paris 06, UMR 7588,
INSP, F-75005 Paris, France

Compact CeO2(111) films grown on Ru(0001) can be transformed into
well-shaped nanoparticles by annealing them in an oxygen-poor envi-
ronment. With increasing temperature, the particles undergo a shape
evolution that finally leads to crystallites exposing wide (100) facets.
The atomic structure of the (100) termination has been determined
with a combination of high-resolution scanning tunneling microscopy
and density functional theory. Two surface reconstructions are iden-
tified, composed either of CeO4 nano-pyramids in a (2x2) arrange-
ment or oxygen adatoms forming a c(2x2) super-structure. Both
terminations enable full compensation of the polar dipole intrinsic to
Ce02(100), but also reflect a gradual reduction of the oxide that pro-
ceeds from the surface. Our study provides insights into the rarely
explored (100) termination of ceria, which represents a good model
system for structurally open and polar oxide surfaces.

0 89.4 Thu 15:45 H4
Thin Silica films on Ru(0001) — eHaceEN WiLLiaM KLEMM, GINA
PEscHEL, ALEXANDER BENEDIKT FuUHRICH, MAURICcIO PrIETO, DI-
ETRICH MENZEL, THoMmAs ScHMmIDT, and Hans-JoacHIM FREUND
— Fritz-Haber-Institut der Max-Planck-Gesellschaft, Faradayweg 4,
14195 Berlin, Germany

Ultrathin SiO2 and metal doped silicate layers on Ru(0001) offer var-
ious possibilities as model systems for understanding the relation-
ship between structure and reactivity of very complex material sys-
tems like Zeolites. With the aberration corrected spectro-microscope
SMART at the synchrotron light source BESSY-II in Berlin, allowing
high-resolution XPEEM, uXPS, valence band mapping, u-LEED and
LEEM, preparation conditions and their influence on the Silica layers
were studied in situ at the mesoscopic scale. The deposited amount
of Silicon and the oxidation conditions strongly influence the crystal-
lographic and electronic structure of these Silica films. SiO2 bilayer
films are of special interest, because they are only Van de Waals like
bound to the Ru(0001) substrate and therefore lift off the support.
Under special preparation conditions an oxidation front, followed by
an oxygen intercalation could be observed.
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Invited Talk 0 89.5 Thu 16:00 H4
The growth and decay of oxide quasicrystals — eSTEFAN
ForsTER!, JAN INgo FLEGE?, Eva MARIA ZOLLNER!, FLORIAN
ScuuManN®, Kraus MEINEL!, JENs Farta?, and WoLr WiDDRA!:3
— lInstitute of Physics, Martin-Luther-Universitit Halle-Wittenberg,
Halle, Germany — 2Institute of Solid State Physics, University of Bre-
men, Bremen, Germany — 3Max Planck Institute of Microstructure

Physics, Halle, Germany

Two-dimensional materials have recently pioneered a new field of ma-
terials science. Their peculiar properties are often related to their
lower dimensional periodic structure. A new member in this class
of materials are two-dimensional oxide quasicrystals (OQC)[1]. Here
I will present the first in-situ high-temperature characterization of
the BaTiO3-derived OQC. This OQC develops in a 2D wetting layer
spreading from 3D BaTiOs3 islands on Pt(111) and exhibits a sharp
twelvefold diffraction pattern [1]. The structure formation process in-
cludes the growth of an amorphous wetting layer which can either de-
velop further into the OQC or into long-range ordered periodic struc-
tures, the so-called approximants. Insights into this process are derived
from combining the findings of scanning tunneling microscopy (STM)
and low-energy electron diffraction (LEED) measurement with in-situ
low-energy electron microscopy (LEEM) studies. Besides the details
of the quasicrystalline growth process, the in-situ LEEM and p-LEED
studies reveal also the high-temperature stability of this new phase.

[1] S. Forster, K. Meinel, R. Hammer, M. Trautmann, and W. Wid-
dra, Nature 502, 215 (2013).

0O 89.6 Thu 16:30 H4
Another 2-dimensional oxide quasicrystal: Strontium ti-
tanate on Pt(111) — eSEBASTIAN ScHENK!, RENE HamMER!,
FLORIAN ScHUMANN!, STErAN FORrsTER!, Kraus MEINEL!, and
WorLr Wippra®:2 — nstitute of Physics, Martin-Luther-Universitét
Halle-Wittenberg, 06120 Halle, Germany — 2Max-Planck-Institut fiir

Mikrostrukturphysik, 06120 Halle, Germany

Recently the formation of a BaTiO3-derived 2-dimensional oxide qua-
sicrystal (OQC) with 12-fold diffraction symmetry has been discovered
on Pt(111) substrates [1]. Following an analogous preparation proce-
dure, we show that SrTiO3 on Pt(111) develops an OQC as well. First,
a closed SrTiO3 film on Pt(111) has been prepared using MBE. The
stoichiometry and structure of the film has been analyzed by means of
AES and SPA-LEED. Annealing the film in an Oz atmosphere yields
the formation of 3-dimensional SrTiOsz islands with bare Pt(111) in
between. Annealing in UHV causes a rewetting on the Pt(111) via
surface diffusion of SrTiO3 from the islands. SPA-LEED and STM
reveal that at temperatures around 700°C an OQC is formed in the
rewetting layer. The SrTiOs derived OQC is composed by quadratic,
triangular, and rhombic elements of equal side length of about 0.6 nm.
They form an aperiodic structure, which displays a well-ordered 12-
fold diffraction pattern. Our results suggest that OQC formation is a
general process of oxide perovskites on suitable substrates.

[1] S. Férster, K. Meinel, R. Hammer, M. Trautmann, and W. Widdra,
Nature 502 (2013) 215.

0O 89.7 Thu 16:45 H4
Software-based analysis of aperiodic structures of quasicrys-
tals — eBERIT ScHRECK!, STEFAN FORsTER!, RENE HAMMER!,
Kraus MEeNEL!, and WoLr Wippral2 — llnstitute of Physics,
Martin-Luther-Universitat Halle-Wittenberg, Halle, Germany —

2Max-Planck-Institut fiir Mikrostrukturphysik, Halle, Germany

The discovery of a novel class of oxide quasicrystals (OQC) leads to a
new field in surface and material science research. BaTiOs develops a
2D structure of twelve-fold rotational symmetry when prepared as thin
film on Pt(111) [1]. In order to determine the atomic structure and the
statistics of the tiling, a software based approach for the drift correc-
tion and the extraction of atomic coordinates from atomically resolved
STM images has been developed. The OQC structure is composed by
an aperiodic arrangement of triangular, quadratic, and rhombic build-
ing blocks, comparable to the Stampfli-Gé&hler-Tiling [2]. Angles, edge
lengths, and frequency of occurre of the OQC tiling elements have been
extracted and will be compared with the theoretical model.

[1] Forster, S. et al., Nature 502, 215 (2013). [2] Gahler, F. in
Quasicrystalline Materials, Ch. Janot and J.M. Dubois (eds.), World
Scientific (1988).

0 89.8 Thu 17:00 H4

Transition metal-oxide hybrid chain structures on Ir(100) - a
general trend? — ePascaL FErsTL!, FLORIAN MITTENDORFERZ,
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CHRISTOPHER SoBEL!, MartHIAs GuBol, Kraus HEeinz!,

REDINGER?, M.ALEXANDER SCHNEIDER', and Lurz HAMMER
1Lehrstuhl fiir Festkérperphysik, Universitit Erlangen-Niirnberg —
2Institut fiir Angewandte Physik & CMS, TU Wien

We show that the oxidation of a 1/3 monolayer of different transition
metals (Mn, Co, Fe and Ni) on the Ir(100) surface leads to the forma-
tion of a surface oxide of nearly the same crystallographic structure.
All of the metals (Me) form quasi-one-dimensional chains of MeO2 sto-
ichiometry and grow exclusively with threefold lateral spacing on the
plain Ir(100) terraces forming an almost defect-free 3x1 superstruc-
ture. This allows for a quantitative determination of the crystallo-
graphic structure of the chains by means of full dynamical LEED-IV
analyses which resulted in Pendry R-factor values around 0.11 for all
investigated systems. The best fit structures were independently con-
firmed by DFT calculations. The MeOg stripes only bind via the
oxygen atoms to the substrate, while the central mono-atomic metal
wire is decoupled from its Ir neighbours. The only notable difference
between the various metal-oxide hybride structures is the buckling of
the Me atom with respect to the first Ir layer that varies between 1.1
and 0.7 A.

JOSEF
1

0 89.9 Thu 17:15 H4
Growth and morphological characterization of thin vanadium
dioxide films — eMirco ScHuLz, JON-OLAF KRISPONEIT, JAN INGO
FLEGE, and JENS FALTA — Universitat Bremen, Bremen, Germany

Vanadium dioxide exhibits a metal-insulator transition near room tem-
perature, comprising a rich phenomenology that is still not fully under-
stood. Close to the transition, the system responds sensitively to uni-
axial substrate-induced stress, resulting in a wide variation of the tran-
sition temperature. In this contribution, thin VO3 films were grown
on TiO2(001) and TiO2(110) substrates by molecular beam epitaxy.
Two different growth methods were used: first, vanadium evaporation
under Oy ambient and, second, cyclic vanadium deposition and post-
annealing in Og, following an approach by J. W. Tashman et al. [1].
For both methods the prevalence of the V41 oxidation state was con-
firmed by x-ray photoelectron spectroscopy. The surface structure was
analyzed with low energy electron diffraction, indicating an epitaxial
growth on the substrate and good crystallinity of the films. While scan-
ning tunneling microscopy revealed continuous films of VO3 on both
substrates, we found faceting in the case of (110) substrate orientation,
but terraces on (001) substrates.
[1] J. W. Tashman et al., Appl. Phys. Lett. 104, 063104 (2014).

0 89.10 Thu 17:30 H4
SMSI effect of a non-reducible oxide: ZrO>/metal inverse
model catalysts — eMIiCHAEL ScHMID, PETER LACKNER, JOONG-IL
J. Cuor, and ULrIKE DiEBOLD — Institut f. Angewandte Physik, TU
Wien, Vienna, Austria

Many oxide-supported metal catalysts exhibit the so-called SMSI
(strong metal-support interaction) effect, where the metal gets over-
grown by an ultrathin oxide layer under reducing conditions [1,2]. This
effect is usually limited to reducible oxides, and the ultrathin oxide is
substoichiometric. We have deposited few-layer ZrO3 films on Pt and
Rh(111) surfaces and find dewetting upon annealing to high tempera-
tures in oxygen, i.e., between the oxide islands the bare metal surface
gets uncovered. Annealing in ultrahigh vacuum instead leads to a
structure akin to Stranski-Krastanov growth, i.e., oxide islands with
the metal in between covered by an ultrathin oxide, as in SMSI sys-
tems. We identify this ultrathin oxide as an essentially stoichiometric
ZrOy trilayer (3], thus the reason for the SMSI effect observed must be
different from the usual variation of oxide stoichiometry. We propose a
new mechanism for the SMSI effect, which is alloying between Zr and
the metal, modifying the metal-oxide bonding.

[1] Tauster, Fung, Baker, Horsley, Science 211, 1121 (1981).

[2] Dulub, Hebenstreit, Diebold, Phys. Rev. Lett. 84, 3646 (2000).

[3] Antlanger et al., Phys. Rev. B 86, 035451 (2012).

0O 89.11 Thu 17:45 H4
Thermal Reduction of Au(111)-Supported Cuprous Oxide

Films — eHanNNA FEDDERWITZ!, CLAUDINE NOGUERAZ2, JACEK
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Goniakowski?, and NikLas NiLius! — 1Carl von Ossietzky Univer-

sitdt Oldenburg, Institut fiir Physik, D-26111 Oldenburg, Germany
— 2CNRS-Sorbonne Universités, UPMC Univ. Paris 06, UMR 7588,
INSP, F-75005 Paris, France

Thin Cuz0 films with stoichiometric (111)-termination and a band
gap of 2.0 eV are prepared by reactive Cu deposition on Au(111) sur-
faces. Annealing to temperatures above 700 K, both in vacuum and
5% 10~% mbar of oxygen, results in a gradual reduction of the oxide,
as monitored by XPS and STM. The reduction process starts off with
the appearance of single Cu atoms and small clusters at distinct sites
of the Cu20(111) lattice. At higher temperature, metallic Cu patches
develop at the surface, clearly distinguishable from the oxide domains
via their deviating atomic and electronic structure. Simultaneously,
bare Au(111) regions emerge, which coexist with the Cu and Cuz0
domains and continuously increase in size at higher temperature. Ad-
ditional insight into the Cu20 to Cu transition comes from charac-
teristic changes of the Cu LVV Auger lines, as probed with XPS. The
observed reduction behavior of thin-film CusO is rationalized with the
help of stability diagrams derived from DFT*based ab-initio thermo-
dynamics.

0 89.12 Thu 18:00 H4
ALD growth of Al2O3 on Stepped Surface of HOPG and
Ag-HOPG — eZiep Rourssi', KarsTEN HenkeL!, Massimo
TaLLARIDA?, and DIETER ScHMEISSER! — !Brandenburg University
of Technology Cottbus-Senftenberg — 2ALBA Synchrotron, 08290
Cerdanyola del Vallés, Barcelona, Spain

Atomic Layer Deposition (ALD) is an excellent deposition technique
to grow thin film with high homogeneity coverage on ideal surfaces.
Here we are interested in the growth properties on non-ideal (stepped,
inert) surfaces. Using STM we studied the growth of AlO3 by ALD
on stepped surface of HOPG and silver covered HOPG (Ag-HOPG).
The HOPG sample was cleaved to and then cleaned by N2 in vacuum.
We obtain regular steps with terrace widths of 50nm * 500nm. Ag was
deposited by thermal deposition on the HOPG. The AloO3 growth at
RT was studies after the first, third, and fifth cycle. Silver evaporation
leads to step decoration with island of Inm-7nm. On the terraces we
find the formation of 2D domain of Ag chains. The features caused by
the individual ALD cycles of AloOs depend on the terrace widths of
the HOPG substrate. For small terraces (*100nm) we obtain a growth
of 2D domains ( 20nm-25nm) on the edge steps and in the middle of
the terrace. For large terraces (*100nm) we find agglomeration of the
precursors on individual nucleation sites. Here 3D islands are formed
with a height of up to 5nm in the fifth ALD cycle.

0 89.13 Thu 18:15 H4
HfO2 grow by ALD on Si(111)-H terminated stepped surface
— oZ1ED Rourssi!, Massimo TALLARIDAZ, and DIETER SCHMEISSER!
— LApplied Physics and Sensors, K.-Wachsmann-Allee 17, D-03046
Cottbus, Germany — 2ALBA Synchrotron, 08290 Cerdanyola del Val-
lés, Barcelona, Spain

We studied by STM the growth of HfO5 on Si (111)-H stepped surface
(miscut by 0.5°). The steps are aligned in the [11-2] direction. In or-
der to obtain well defined steps and terraces we prepare the sample by
chemical etching in 40% NhyF. In our in-situ study we investigate the
ALD growth of HfO2 by TDMAH and H2O [1-2]. We follow for the first
four ALD cycles the distribution of the nucleation sites. We also study
the influence of the substrate temperature by comparing the growth
within the ALD window at 300K and 580K. We observed that at RT
the as-grown HfOg forms stripes which are oriented normal to the step
orientations. Further growth starts from the step edges and proceeds
towards the terraces. Defects created by the etching processes act as
nucleation sites for 3D islands. Based on our STM data we are able to
correlate the structural changes on that inert and stepped Si(111)-H
surface during ALD with experimental [3] and theoretical [4] results
obtained for planar Si(100) surfaces.

[1] M. Tallarida et al., Semicond. Sci. Technol. 27, 074010 (2012)

[2] K. Kolanek et al., Thin Solid Films 518, 4688 (2010)

[3] K. Kolanek et al., J. Vac. Sci. Technol. A 31, 01A104 (2013)

[4]L. Riikka et al., J. Appl. Phys.96, 7686 (2004)



Regensburg 2016 — O

Thursday

O 90: Topological Insulators |

Time: Thursday 14:45-17:15

0O 90.1 Thu 14:45 HI10
Topological Dirac Semimetal in strained HgTe — eToMAS
Raucu!, STeEVEN AcHiLLEs!, JUrRGEN HENk!, and INGRID MERTIG!:2
— 1nstitut fiir Physik, Martin-Luther-Universitit Halle-Wittenberg,
D-06099 Halle (Saale), Germany 2Max-Planck-Institut fiir
Mikrostrukturphysik, D-06120 Halle (Saale), Germany

HgTe, one of the most intensively investigated materials in the con-
text of topological insulators, is a semimetal with zero energy band
gap when considered as a three-dimensional material. Applying uni-
axial strain in [001] direction changes the situation dramatically [1].
Under compressive strain HgTe becomes a strong topological insula-
tor featuring typical Dirac cone shaped surface states at the I' point
of the surface Brillouin zone. On the other hand, applying a tensile
strain makes HgTe a topological Dirac semimetal with a pair of doubly-
degenerate Dirac cones located along the k, axis of the bulk Brillouin
zone.

By combined ab initio and tight-binding electronic structure calcula-
tions we investigate the bulk and surface electronic properties of three-
dimensional HgTe in the topological Dirac semimetal phase. This in-
cludes calculating the bulk band structure, topological invariants, and
the electronic structure of the (100) surface, at which the associated
non-trivial surface states emerge.

[1] T. Rauch et al., Phys. Rev. Lett. 114, 236805 (2015)

0 90.2 Thu 15:00 H10
Tight-Binding Approach towards an Effective Model for
InAs/GaSb Quantum Wells — eMarrhHias SiTTE!, KARIN
EVERSCHOR-SITTE!, and ArrLaNn MacDoNALD? L Johannes
Gutenberg-Universitdt Mainz, Institut fiir Physik, Staudingerweg 7,
55128 Mainz — 2The University of Texas at Austin, Department of
Physics, 2515 Speedway, Austin, TX 78712-1192

Topological insulators have attracted a great deal of attention as a
new quantum state of matter in the last decade. The first realizations
of 2D TIs were HgTe/CdTe quantum well heterostructures, but in re-
cent years another class of semiconductor heterostructures — namely
InAs/GaSb quantum wells — was shown to yield 2D TIs as well. Com-
pared to the HgTe/CdTe-based systems they have many advantages,
most prominently a continuously tunable band structure via external
electric fields and stronger proximity coupling to superconductors. We
perform empirical tight-binding calculations on these systems to study
how topological properties are changed by varying external control
parameters such as electric fields or well thicknesses.

0O 90.3 Thu 15:15 HI10
Negative Magnetoresistance of TIBi;Sb;_,Tes — eOLIVER
Breunia, ZHiwEl WANG, FAN YaNGg, ALEXEY TAskIN, and YoICHI
Anpo — II. Physikalisches Institut, Universitiat zu Koln

In the family of the ternary II-V-VIs compounds several materials
have been identified as topological insulators. In the n-type T1BiTes a
topological surface state has been found, yet it is hardly accessible for
transport studies due to the overlap with the bulk bands. Theoretical
studies suggest that upon substituting Bi by Sb a narrow bulk band
gap opens while preserving a single Dirac cone at the I' point, leading
to a possible realization of a bulk-insulating system with an exposed
Dirac point.

Single crystals of T1Bi;Sb1_,Tes were grown by a modified Bridg-
man technique using high-purity starting materials. They were charac-
terized by ICP/EDX as well as transport measurements. For interme-
diate values z we find insulating transport properties and a surprisingly
strong negative magnetoresistance. We present our crystal growth re-
sults of TIBizSbj_;Te2 and discuss the origin of the observed large
negative magnetoresistance.

0 90.4 Thu 15:30 HI10
Landau level spectroscopy of the 3D topological insu-
lator SbzTesz — eSTEFAN WILFERT!, OLIVER STORz!, PaoLo
Sessi', THomas Barnon!, KonstanTIN Kokn?, OLEG EVGEN’EVICH
TERESHCHENKO?, and MaTTHiAs Bope! — !Physikalisches Institut,
Experimentelle Physik II, Universitdt Wiirzburg, Am Hubland, D-
97074 Wiirzburg, Germany — 2Novosibirsk State University, 630090
Novosibirsk, Russia

SboTes is a prototypical three-dimensional topological insulator (TT)
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with intrinsic p-doping, which leads to a Dirac point lying well above
the Fermi level [1]. We performed energy-dependent quasi-particle in-
terference mapping and scanning tunnel spectroscopy in high magnetic
fields up to 12T on this compound, where both methods allow to ob-
tain the energy dispersion. In contrast to the much more studied TIs
BizTes [2] and BiaSes (3], SbaTes shows Landau levels with both nega-
tive and positive Landau level indices. This enables to analyze in more
detail the energetic broadening of the Landau levels, which may lead
to a better understanding of the physical limits of quantum coherence
in this type of materials.

[1] C.Seibel et al., Phys. Rev. Lett. 114, 066802 (2015).

[2] Y. Okada et al., Phys. Rev. Lett. 109, 166407 (2012).

[3] T.Hanaguri et al., Phys. Rev. B 82, 081305 (2015).

30 min. Coffee Break

0 90.5 Thu 16:15 HI10
Aharonov-Bohm effect in the 3D topological insulator HgTe
— eJoHANNES ZieGLER!, DmiTrry Kozrov!:2:3 DwmiTry Kvon?3,
NikorLay MIKHAILOVZ, SERGEY DVORETsKY?, and DIETER WEIss!
— Mnstitut fiir Experimentelle und Angewandte Physik, Universitit
Regensburg, Germany — 2A.V. Rzhanov Institue of Semiconductor
Physics, Novosibirsk, Russia — 3Novosibirsk State University, Russia

We present our progress in the investigation of the Aharonov-Bohm
effect in ring and nanowire structures, fabricated from high-mobility
strained 80 nm HgTe films with a wet etching technique. The nanos-
tructures are equipped with topgates to allow tuning of the Fermi level
E; and are measured in a dilution cryostat.

The focus lies on Topological Insulator nanowires, where it is ex-
pected that the magnetic flux ® through the wire leads to both ®g
and ®¢/2 periodic oscillations [1]. ®¢ (= h/e) periodic oscillations are
expected to occur in the ballistic regime for a large range in Fy. For
ballistic devices, both minima and maxima of the conductance are ex-
pected at & = ®o/2 with varying Ey. In the case of diffusive transport,
®( periodic oscillations are expected for E; close to the Dirac point,
while tuning Ey away from the Dirac Point leads to ®o/2 (= h/2e)
periodic oscillations.

[1] J.H. Bardarson et al., Phys. Rev. L 105, 156803 (2010)

0 90.6 Thu 16:30 H10
Emergence of quantum spin Hall and half-topological states
at Graphene/TMDC heterostructures — eDEeNis KocHAN,
MarTIN GMITRA, PETRA HOGL, and JArRosLAv FaBiaN — Institute
for Theoretical Physics, University of Regensburg, Germany

We discuss orbital and spin-orbital proximity effects emerging in
graphene deposited on a monolayer transition-metal dichalcogenides
(TMDCs: MoS2, MoSe2, WS2, WSe2) and analyze the impact on spin
transport in such graphene/TMDC heterostructures. First-principles
investigations show that graphene on MoS2, MoSe2, and WS2 has
a topologically trivial band structure, while graphene on WSe2 ex-
hibits inverted bands. The essential low energy physics can be well
described by a symmetry inspired realistic tight-binding Hamiltonian.
We predict topologically protected helical edge states for graphene
zigzag nanoribbons on WSe2, demonstrating the emergence of the
quantum spin Hall effect. Our model also features “half- topologi-
cal states”, which are protected against time-reversal disorder on one
edge only. Unlike in pristine graphene, the proximity spin-orbit cou-
pling in graphene on TMDCs is significant (orders of meV), making
the predicted effect testable experimentally.

This research was supported by DFG SFB 689, GRK 1570 and by
the EU Seventh Framework Programme under Grant Agreement No.
604391 Graphene Flagship.

0 90.7 Thu 16:45 H10
Chiral Magnetic Effect in an Interacting Weyl Semimetal —
eMarTHIAS PUHR, SEMEN VALGUSHEV, and PAvEL BurvipovicH —
Universitat Regensburg, D-93053 Regensburg, Deutschland

We present results of a mean-field study of the chiral magnetic effect
in a simple model of a parity-breaking Weyl semimetal. Our model is
given by the lattice Wilson-Dirac Hamiltonian with on-site repulsive
interaction and a constant chiral chemical potential term. We find a
non-trivial behaviour of the chiral magnetic conductivity (CMC) and
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observe an increase, a decrease and even a change of sign depending on
the interaction strength. The absolute value of the CMC never exceeds
the value for the non-interacting gapless Hamiltonian. Our model ex-
hibits a phase transition to a phase with spontaneously broken parity
(Aoki phase, axionic insulator phase) and we observe a strong suppres-
sion of the CMC in the parity broken phase.

0 90.8 Thu 17:00 H10
Negative magneto-resistivity in finite-size samples of Weyl
semimetals — PaveL BuivipovicH, MATTHIAS PUHR, and eSEMEN
VaLcusHEV — University of Regensburg, Regensburg, Germany

We numerically study Chiral Magnetic Effect and magneto-resistivity
in a slab of parity-breaking Weyl semimetal modeled by Wilson-Dirac
hamiltonian with open boundary conditions and subjected to the ex-
ternal magnetic field parallel to the boundaries. We find that the
density of CME current is locally non-zero and strongly localized near
the boundaries, where it approaches conventional value j = usB/272.
We calculate the magneto-resistivity in a physical setup when paral-
lel magnetic and electric fields are applied to the sample and discuss
our results in the context of recent experiments on negative magneto-
resistivity in Weyl semimetals.

O 91: Annual General Meeting of the Surface Science Division

Time: Thursday 19:00-19:30

Location: H1

Topics: Report of the Chairman; Presentation of the Gerhard Ertl Young Investigator Award; Miscellaneous

O 92: Post-Deadline Session

Time: Thursday 19:30-20:30
Contributed Post-Deadline Talks

Location: H1

O 93: Overview Talk: Wilfried Wurth

Time: Friday 9:30-10:15

Invited Talk 0 93.1 Fri9:30 S054
New Science Opportunities with X-Ray Free-Electron Lasers
— oWILFRIED WURTH — Physik Department und Center for Free-
Electron Laser Science, Universitdt Hamburg — DESY Photon Sci-
ence, Hamburg

New light sources based on linear accelerators such as the free-electron
laser FLASH at DESY in Hamburg in the extreme ultraviolet, the
Linac Coherent Light Source LCLS in Stanford and SACLA at SPring-
8 in Japan in the x-ray regime, or FERMI at ELETTRA in Trieste as
the first fully externally seeded free-electron laser provide ultrashort,

Location: S054

extremely powerful short wavelength pulses with unprecedented coher-
ence properties.

With these new sources it is possible to extend the well-established
x-ray spectroscopy and scattering techniques for the investigation of
the static electronic and geometric structure of matter to probing their
evolution after controlled excitation in the time domain.

The talk will give an overview on the physics of these sources and re-
view recent time-resolved x-ray spectroscopy and imaging experiments
illustrating the opportunities for the study of ultrafast dynamics at
surfaces.

O 94: Ultrafast Surface Dynamics Il

Time: Friday 10:30-12:15

Invited Talk O 94.1 Fri 10:30 S054
Time-resolved electron microscopy: probing ultrafast pro-
cesses at the nanoscale — eSAscHA ScCHAFER — 4th Phys-
ical Institute-Solids and Nanostructures, University of Gottingen,
Friedrich-Hund-Platz 1, 37077 Gottingen

Ultrafast transmission electron microscopy (UTEM) is a promising
technique for the investigation of ultrafast dynamics with nanoscale
spatial resolution [1]. In UTEM, a pulsed electron beam with sub-
picosecond bunch duration is utilized to stroboscopically probe laser-
induced processes, using the versatile imaging and diffraction capabil-
ities of electron microscopy. However, up to now, its applicability was
limited by the coherence properties of available pulsed electron sources.
In the Gottingen UTEM project, we developed nanoscale laser-driven
photocathodes, which allow for the generation of highly coherent elec-
tron pulses. At the sample position, we achieve electron focal spot sizes
down to a few nanometers with a pulse duration of about 300 fs. Such
a tightly focused ultrafast probe enables the investigation of fast pro-
cesses in heterogeneous systems and at interfaces, and I will present
some first applications, including the inelastic electron scattering in
optical near-fields [2], and the mapping of optically induced structural
dynamics at the edge of a single-crystalline graphite membrane.

[1] A. H. Zewail, Science 328, 187-93 (2010). [2] A. Feist, K. E.
Echternkamp, J. Schauss, S. V. Yalunin, S. Schéfer, C. Ropers. Na-
ture 521, 200-203 (2015).

0O 94.2 Fri 11:00 S054
A remotely driven ultrafast electron source eJAN
2

VoceLsanc!, Jore RoBiN!, BENEDEK J. Nacy?, PETER DoMBIZ,
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Location: S054

T an
DANIEL RoOSENKRANZ!, MANUELA ScHiexk!, PeTra Gross!, and

CarisToPH LiENaul! — lInstitut fiir Physik, Carl von Ossietzky Uni-
versitit, 26129 Oldenburg, Germany — 2Wigner Research Centre for
Physics, 1121 Budapest, Hungary

The combination of high spatial resolution electron microscopes and
high temporal resolution laser spectroscopy promises experiments in
today unexplored spatio-temporal regimes. However, in such micro-
scopes the time resolution is so far limited to ~100fs: The distance
between electron emission site and the sample must be larger than the
laser focus radius. This gives rise to electron pulse broadening due
to dispersion. Yet, many fundamental photoinduced processes such as
coherent charge and energy transport phenomena, e.g. in solar cells,
occur on few femtosecond time scales and remain hidden.

Here, we present photoelectron emission from the apex of a gold
nanotaper illuminated via grating coupling at a distance of 50um from
the emission site with few-cycle laser pulses (Nano Lett. 15, 4685).
Compared to direct apex illumination, we find a fifty-fold increase in
electron yield. Point-projection microscopic imaging of Ag-nanowires
is performed and spatial localization of the electron emission to a
nanometer-sized region is demonstrated. This novel emission scheme
allows for arbitrarily small distances between emission site and sample.
Hence, it is of immediate interest for miniaturized electron microscopy
and diffraction schemes with ultrahigh time resolution.

O 94.3 Fri11:15 S054
Femtosecond electron dynamics: Accessing the momentum
space — eNorRMAN Haaa, JoHANNES SEIDEL, LisA GRAD, BENJAMIN
STADTMULLER, MIRKO CINCHETTI, and MARTIN AESCHLIMANN — De-
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partment of Physics and Research Center OPTIMAS, University of
Kaiserslautern, Erwin-Schroedinger-Strasse 46, 67663 Kaiserslautern,
Germany

Time resolved two-photon photoemission spectroscopy has proven to
be a powerful tool to investigate electron dynamics at surfaces on a
femtosecond timescale [1]. Combining this method with momentum
microscopy [2], a novel tool for angle resolved photoemission, offers the
possibility to follow electron dynamics throughout the entire accessible
momentum space.

As a prototype system, we have studied the pristine Ag(111) surface
as well as a monolayer of Pb grown on Ag(111) with time resolved
momentum microscopy. We have chosen these systems as they exhibit
either surface states or quantum well states. The significantly differ-
ent wave function overlap of these states with bulk states of the silver
substrate will yield different relaxation dynamics of excited electrons.
Analyzing different regions in momentum-space for constant interme-
diate state energy provides a detailed view of the momentum space
dynamics of optically excited electrons.

References
[1] M. Bauer et al., Prog. in Surf. Sc. 90, 319 (2015)
[2] C. Tusche et al., Ultramicroscopy (2015)

O 94.4 Fri11:30 S054
Novel light source for time- and angle-resolved photoelec-
tron spectroscopy — eMicHeELE Puppin!, Yunper Denc2, Jo-
HANNES FELDL!, CHRIs NicHoLson!, CLAUDE MoONNEY®, HENDRIK
Vital, MarTiN WoLr!, and RaLpu ErRNsTORFER! — lFritz-Haber
Institut, Berlin, Germany — 2Paul-Scherrer Institut, Switzerland —
3University of Zurich, Switzerland

Time- and Angle- Resolved Photoemission Spectroscopy (tr-ARPES)
accesses the out-of-equilibrium electronic band structure in the time
domain and provides information on coupling and correlation effects
between electronic and lattice degrees of freedom as well as on excited
state dynamics. These studies benefit from the high counting statis-
tics of light sources with 100s of kHz repetition rate. However, due
to their low photon energy (< 6.3 €V), high repetition rate sources
were limited so far to investigations at the Brillouin zone center. We
have developed an efficient femtosecond source with 500 kHz repeti-
tion rate capable of tr-ARPES with XUV pulses, granting access the
full Brillouin zone. The key component of this approach is an optical
parametric chirped-pulse amplifier (OPCPA) providing intense 30 fs
pulses. A simple monochromatization scheme allows selecting a sin-
gle harmonic at 22.3 €V with 100 meV bandwidth with a photon flux
exceeding 10'! photons/s. First proof-of-concept tr-ARPES data on
transition metal dichalcogenides are presented.

0 94.5 Fri11:45 S054

Attosecond Delays in the Photoemission from the Layered

Crystals Biz Teg and Non-Centrosymmetric BiTeCl — eSERGEJ
NeB!, CurisTiIAN OBERER!, WALTER ENNs!, NorBERT MULLER!, J.
Huco D123, Eveuent V. CruLkov®®, PEpro M. ECHENIQUE?,
WALTER PreIFFER!, and ULricH HEINzZMANN! — ! Universitit Biele-
feld, Germany — Z2Paul-Scherrer-Institut, Villigen, Switzerland —
3Institute of Condensed Matter Physics, Ecole Polytechnique Fédérale
de Lausanne, Switzerland — 4Donostia International Physics Center
(DIPC) and Unidad de Fisica de Materiales CSIC-UPV/EHU, Basque
Country, Spain — ®Tomsk State University, Russian Federation

The availability of single attosecond (as) XUV pulses allows investi-
gating ultrafast electron dynamics on the as time scale by recording
slight temporal shifts of the photoelectron streaking in a simultane-
ously present strong IR field. The physical origin of the observed de-
lays is not yet understood and controversial theoretical models coexist
demonstrating our still limited understanding of the fundamentals of
the photoemission process. Here we report on as-time-resolved pho-
toemission from the layered crystals BixTe3 and non-centrosymmetric
BiTeCl. The lack of inversion symmetry allows studying relative pho-
toemission delays on differently terminated but well-defined surfaces.
Due to reversed layer stacking, photoelectron propagation effects such
as the mean free path and the internal effective potential can be de-
termined. However, the measured relative delays cannot be explained
by electron propagation alone. Hence effects beyond pure propagation
through the layers influence the photoemission dynamics.

0 94.6 Fri12:00 S054

Pump laser-induced space-charge effects in HHG-driven
time- and angle-resolved photoelectron spectroscopy
eLArRs-PHILIP OLOFF, KERSTIN HANFF, ANKATRIN STANGE, GER-
ALD RoHDE, FLORIAN DIEKMANN, MicHAEL BAUER, and Kar Ross-
NAGEL — Insitut fiir Experimentelle und Angewandte Physik, Univer-
sitat Kiel, 24098 Kiel, Germany

The development of fs-pulsed XUV sources such as free-electron lasers
or high-harmonic-generation (HHG) sources has opened up a new sci-
entific field for photoelectron spectroscopy in terms of time-resolved
pump-probe experiments. While the impact of the high peak brilliance
of these novel sources on photoemission spectra has been studied ex-
tensively, the effect of high pump fluences has not been investigated
systematically yet. In the strong excitation regime, the low photon
energy pump pulses may lead to the emission of electrons from the
sample via multiple photon absorption, thus directly influencing the
electrons ejected by the probe pulse through Coulomb interaction. We
have systematically investigated these so called space-charge effects at
a HHG source (22.3 eV) for the case of a graphite (HOPG) sample.
Specifically, we have studied the influence on the photoelectron energy
and momentum distributions as a function of power density, spot size,
pump-probe delay, and pump wavelength. The results are interpreted
in terms of a simple mean-field model.

O 95: Graphene IV: Electronic Properties and Structure

Time: Friday 10:30-13:00

O 95.1 Fri 10:30 S051
Graphene tunable transparency to tunneling electrons: A di-
rect tool to measure the local coupling. — eHEcTOR GONZALEZ
HERRERO!, ANTONIO JAVIER MARTINEZ GALERAZ, MIGUEL MORENO
Ucepa3, DELiA FERNANDEZ TorRE?, PABLO Pou?, RUBEN PEREZ?,
JosE Maria G6MEz RopriGuEz!, and IvAN BRrinurgal 1Dept.
Fisica de la Materia Condensada, Universidad Auténoma de Madrid,
E-28049 Madrid, Spain — 2II. Physikalisches Institut, Universitit zu
Koln, Ziilpicher Strafe 77, 50937 Koln, Germany — 3CIC nanoGUNE,
E-20018 Donostia-San Sebastian, Spain 4Dept. Fisica Teorica de
la Materia Condensada, Universidad Auténoma de Madrid, E-28049
Madrid, Spain

Graphene grown on metals has proven to be an excellent approach
to obtain high quality graphene films. However, special care has to
be taken in order to understand the interaction of graphene with the
substrate since it can strongly modify its properties.

We have grown one monolayer graphene on Cu (111) by using a
new technique. By means of low temperature STM/STS experiments,
complemented by density functional theory calculations, we have ob-
tained information about the structural and electronic properties of
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our graphene samples with atomic precision and high energy resolu-
tion. Our work shows that depending on the STM tip apex and the
tunnel parameters we can get access to either the graphene layer, the
copper surface underneath or even both at the same time. Moreover,
this approach can also be applied to investigate the interaction of point
defects in the graphene layer with the underlying substrate .

0 95.2 Fri10:45 S051

Excitons and the XNLD of higly oriented pyrolytic graphite

and graphene - theory and experiment — eDoMmINIK LEcuT!,

RoBERT Laskowski?, PETER M. OpPENEER®, CHRISTINE JANSING?,
MaRrkus GILBERT?, ANDREAS GAUPP?, HANS-CHRISTOPH MERTINS?,
ANDREY Soxorov®, Suxk-Ho Cuoi®, Hup WauaB?, and HEeiko
TmmMmERS” — T4Innovations Centre, VSB-TU Ostrava, Ostrava,
Czech Republic — Z2Institute of High Performance Computing,
A*STAR, Singapore — 3Department of Physics and Astronomy, Up-
psala, Sweden — 4FH Miinster, Steinfurt, Germany — SHZB, Berlin,
Germany — SDepartment of Applied Physics, Kyung Hee University,
Korea — "University of New South Wales Canberra, Canberra BC,

Australia

Reflection spectra of the x-ray natural linear dichroism (XNLD)



Regensburg 2016 — O

were calculated on highly oriented pyrolytic graphite (HOPG) and
graphene. The - and o-excitations stemming from the carbon K-
edge are considered. It was computed in the single electron picture
within the framework of the standart DFT as the first step. For the
better descriptions of the core-hole quasiparticle one can model the
Slater transition state employing the supercell calculation with partial
hole on one of the carbon atoms with the electron charge distributed
over the valence states. Another approach is to solve Bethe-Salpeter
equations for the many-body electronic effects. The latter approach
clearly identify the excitonic features of - and o-excitations HOPG.
The spectral shape of the reflectance and XNLD of all three modeles
are compared with the experimental data.

0 95.3 Fri 11:00 S051
Direct measurement of chiral symmetry breaking in strained
graphene by STM — ALEXANDER GEORcI!, ePETER NEMES-
Incze!, RaMoN CARILLO-BasTos?, MARTIN SCHNEIDER?, DINESH
SUBRAMANINAM!, TorRGE MasHOFF?, DalarRA Faria25, Suvia Vi-
oLa KusMiINskiY®, Dawer ZHA1?2, Marcus LiEBMANN!, MaRrco
Prarzer!, Lupcer Wirrz®, Nancy SanNDLER?, and MARKUS
MORGENSTERN! — 'RWTH Aachen Univ. and JARA-FIT, Aachen,
Germany — 2Ohio Univ., Athens, Ohio, USA — 3Freie Univ. Berlin,
Berlin, Germany — 4Johannes Gutenberg-Univ., Mainz, Germany —
5Univ. Federal Fluminense, Niter6i, Brazil — 6Univ. of Luxembourg,

Luxembourg

The breaking of reflection symmetry has important consequences for
pseudospin 1/2 particles, such as those used to describe low-energy ex-
citations in graphene. Here we show that forces exerted by the tip of
a scanning tunneling microscope induce mechanical strain on sub-nm
length scales that acts as a gauge field breaking the chiral symmetry of
the system. The parity violation manifests itself as a redistribution of
the local density of states between the two sublattices by up to 30%.
The effect can be understood as a pseudospin polarization due to a
pseudo-Zeeman shift produced by the strain induced pseudo-magnetic
field. This interpretation is supported by tight binding simulations
and effective Dirac model calculations. The tunable pseudo-magnetic
field might be used for the ultra fast separation of electrons of differ-
ent valleys providing a switchable valley filter as a basic element for
valleytronics.

O 954 Frill:15 S051
Layer symmetry breaking field and conductivity in graphene
twist bilayer — eNicoras Ray, Sam SHaLLcross, and OLEG
PankraTOV — Lehrstuhl fiir theoretische Festkorperphysik, Univer-
sitdt Erlangen-Niirnberg, Staudtstr. 7 B2, 91058 Erlangen, Germany

The rich electronic structure of the graphene twist bilayer includes
both a decoupled large angle limit and a strongly coupled small angle
limit [1]. We consider the in-plane conductivity via a linearised Boltz-
mann equation [2] over the full angle range, both with and without a
layer-perpendicular electric field. The layer perpendicular electric field
is shown to lead to a strong suppression of conductivity at certain “hot
spots” in the twist angle and energy phase space.

[1] S. Shallcross et al., Phys. Rev. B 87, 245403, 2013; [2] E. Mariani
et al., Phys. Rev. B 86, 165448, 2012.

0O 95.5 Fri11:30 S051
How partial dislocations may make bilayer graphene both
an insulator and a conductor — Heiko WEBER! and eSam
SHALLCROSs? — lLehrstuhl fiir Angewandte Physik, Universitét
Erlangen-Niirnberg, Staudtstr. 7 A3, 91058 Erlangen, Germany —
2Lehrstuhl fiir theoretische Festkorperphysik, Universitit Erlangen-
Niirnberg, Staudtstr. 7 B2, 91058 Erlangen, Germany

Recently imaged partial dislocations in bilayer graphene [1] have been
shown to have a profound impact on transport properties for the case of
bilayer graphene on SiC [2]. We demonstrate that the presence of only
a few partial dislocations in high quality suspended bilayer graphene
can both destroy the intrinsic minimal conductivity of the structurally
perfect bilayer, or even enhance it, depending only on the configuration
of the partials. The provides a natural explanation for the peculiar be-
haviour of suspended bilayer graphene, in which seemingly very similar
samples are found to be either insulating or conducting in nature.

[1] B. Butz, C. Dolle, F. Niekiel, K. Weber, D. Waldmann, H. B. We-
ber, B. Meyer, E. Spiecker, Nature 505, 533 (2014). [2] F. Kisslinger,
C. Ott, C. Heide, E. Kampert, B. Butz, E. Spiecker, S. Shallcross, H.
B. Weber, Nature Physics 11, 650 (2015).

0 95.6 Frill:45 S051
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Electronic structure of partial dislocations in bilayer
graphene — DoMINIK WECKBECKER and eSAM SHALLCROSS —

Lehrstuhl fiir theoretische Festkorperphysik, Universitat Erlangen-
Niirnberg, Staudtstr. 7 B2, 91058 Erlangen, Germany

We present electronic structure calculations for the partial dislocations
recently imaged in bilayer graphene on SiC [1,2]. We use an effective
field method which allows us to treat both a realistic experimental sit-
uation of many disordered dislocations in a sample area of a square
micrometer as well as model systems in which the dislocations are or-
dered. We find near the Dirac point a charge pooling on the bilayer
graphene segments, as well as a curious energy dependent localization
on the partial lines and partial nodes. We consider the presence of an
external out-of-plane magnetic field and identify current circulations
associated with partial lines.

[1] B. Butz, C. Dolle, F. Niekiel, K. Weber, D. Waldmann, H. B. We-
ber, B. Meyer, E. Spiecker, Nature 505, 533 (2014). [2] F. Kisslinger,
C. Ott, C. Heide, E. Kampert, B. Butz, E. Spiecker, S. Shallcross, H.
B. Weber, Nature Physics 11, 650 (2015).

0 95.7 Fri 12:00 S051

Deformation in graphene and few layer graphenes: interlayer
gauge fields and optical deformations — eNicorLas Ray!, FaBIAN
Rost!, REENA GupTA?, SANGEETA SHARMA?, OLEG PANKRATOV!,
and SaMm SHALLCROss! — lLehrstuhl fiir theoretische Festkorper-
physik, Universitiat Erlangen-Niirnberg, Staudtstr. 7 B2, 91058 Erlan-
gen, Germany — 2Max-Planck-Institute for Microstructure Physics,

Weinberg 2, 06120 Halle, Germany

We present a general theory of deformations in graphene and few layer
graphenes. In single layer graphene we consider both acoustic and op-
tical deformations, and show that the latter can generate chiral gap
opening fields. For the case of few layer graphenes we derive a general
interlayer gauge term that relates the local stacking vector to an off-
diagonal non-Abelian field. We show that this general result reduces
to well known cases such as the Bernal or twist graphene bilayer, but
can also be used to treat more complex situations such as partial dis-
locations in bilayer graphene.

0O 95.8 Fri12:15 S051
Substrate nanofacets as a stamp for graphene charge carrier
modulations — eJaNn HoNoLka!, MARTIN VONDRACEK!, LADISLAV
FexeTE!, JAROMIR KoPEcEK!, JAN Lancok!, DipaNKAR KALITAZ,
JonanN Coraux?, and VINCENT BoucHiaT? — llInstitute of Physics,

ASCR, CZ-Prague — 2Department Nanosciences, CNRS, F-Grenoble

We report on 1D quasiperiodic modulations of graphene electron dop-
ing, probed by spatial mapping of the electronic band structure in
wave-vector-resolved photoemission microscopy (k-PEEM).

Sampling local topography and diffraction, we show that a
nanometer-scale periodic structuration and electronic doping by sev-
eral 0.1eV can be achieved straightforwardly in graphene, as-grown by
CVD on high-index vicinal copper. The pattern consists of a roof-
top-like alternance of Cu facets of distinctive symmetries, formed by
surface energy minimization at the atomic scale, which drives copper
and carbon mass-transfers during high-temperature CVD.

The general concept of this work can be extended towards other
chemical vapor deposited 2D systems of current interest such as semi-
conducting transition metal dichalcogenides, e.g. MoS 2, insulating
hexagonal boron nitride (h-BN) monolayers, and respective hybrid
structures.

0 95.9 Fri 12:30 S051
Fermi surface nesting in the graphene twist bilayer —
eMAXIMILIAN FLEISCHMANN, DoMINIK WECKBECKER, NicoLas RaAy,
OLEG PaNKRATOV, and SAM SHALLCROss — Theoretische Festkorper-
physik, Universitdt Erlangen-Niirnberg, Staudtstr. 7B2, 91058 Erlan-
gen

Two mutually rotated layers of graphene exhibit an electronic struc-
ture that depends profoundly on the rotation angle of the two layers
[1]. This rich electronic structure invites the possibility of significant
band engineering control in the small angle limit [2]. We demonstrate
that the small angle limit exhibits a massive Fermi surface nesting in
the presence of a perpendicular electric field of strength greater than
~ 100 mV/A. We describe in detail the unusual band topology in this
nested region of the energy field phase space, and discuss some of the
many body effects likely to be induced by such strong Fermi surface
nesting.

[1] S. Shallcross et al., Phys. Rev. B 87, 245403, 2013.
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[2] D. Weckbecker et al., submitted

0O 95.10 Fri 12:45 S051
Force-induced dynamic STM mapping and picking of free-
standing graphene membranes eBERND UDER, WOLF-
RUpI1GER HANNES, and UWE HARTMANN — Fachrichtung Experimen-
talphysik, Universitat des Saarlandes, Saarbriicken, Germany

Scanning Tunneling Microscopy (STM) of freely suspended membranes
only a few atomic layers thick is inherently challenging. Membrane and
tip instabilities are easily induced and must be controlled by careful

adjustment of scan and regulation parameters. So far only little STM
work has been reported on this surface type. We demonstrate seamless
imaging of few-layered suspended graphene, from 10um x 10um scan
width down to 25nm x 25nm. On the scale of 5 - 10nm, we observe
corrugations rippled in one dimension. Larger structures are resolved
by choosing scan parameters such that vibrational modes are triggered
in certain reproducible regions, possibly corresponding to monolayer
regions or fragments. Bias voltage ramps are employed for controlled
and reversible membrane picking with the observation of flipping pro-
cesses of the rippled structure.

O 96: Structure of Solid/Liquid Interfaces Il

Time: Friday 10:30-13:00

0 96.1 Fri 10:30 S052
Adsorption and desorption of water on protein-repelling self-
assembled monolayers — eMusTAFA SAYIN!, ALEXEI NEFEDOV?Z,
and MicHAEL ZHARNIKOv! — lInstitute of Applied Physical Chem-
istry, University of Heidelberg, Im Neuenheimer Feld 253, 69120 Hei-
delberg, Germany — 2Institute of Functional Interfaces, Karlsruhe
Institute of Technology, 76344 Eggenstein-Leopoldshafen, Germany

We studied kinetics and thermodynamics of water adsorption and des-
orption as well as wetting and nucleation behaviors of water on a series
of model organic surfaces, formed by oligo(ethylene glycol) substituted
alkanethiolate (OEG-AT) self-assembled monolayers. The ultimate
goal of the study was to get a better understanding of the mecha-
nism behind the inertness of poly(ethylene glycol) and OEG based
organic surfaces with respect to biofouling and protein adsorption.
Varying the water coverage and the capability of surface hydration,
by suitable design of the of the OEG-ATs molecules and respective
self assembled monolayers, we monitored transfer from the hydration
to wetting regime, distinguishing between the hydration and interfa-
cial phases and deriving specifically their parameters. The bonding
character of the hydration phase as well as the structure and morphol-
ogy of the interfacial phase were investigated by high resolution X-ray
photoelectron spectroscopy, in situ infrared reflection absorption spec-
troscopy, and near edge X-ray absorption fine structure spectroscopy.
The kinetics of the water desorption was studied by thermodesorption
spectroscopy.

0 96.2 Fri 10:45 S052
A High-Dimensional Neural Network Potential for Water at
Zinc Oxide: First Applications to Non-Polar Interfaces —
oVANESSA QUARANTA, MarTi HELLSTROM, and JORG BEHLER —
Lehrstuhl fiir Theoretische Chemie, Ruhr-Universitdt Bochum, Ger-
many

Zinc oxide (ZnO) is an important material in surface science, which
has many applications in different fields [1]. In most of these applica-
tions, water is ubiquitous playing a crucial role. To understand these
processes at the atomic level, realistic structural models of water/ZnO
interfaces are crucial. However, the required large systems often con-
taining thousands of atoms dramatically limit the application of ab
initio techniques. In recent years, artificial neural networks (NNs)
have emerged as a powerful efficient method to provide accurate PESs
for a variety of systems [2|. Here, we report first results for a DFT-
based NN potential constructed for liquid water/ZnO interfaces. In
particular, the structural and dynamical properties of interfacial water
molecules interacting with non-polar ZnO surfaces will be presented.

[1] Ch. Woll, Progr. Surf. Sci. 82, 55 (2007).
[2] J. Behler, Phys. Chem. Chem. Phys. 13, 17930 (2011).

0 96.3 Fri 11:00 S052
Ab-initio molecular dynamics simulations on wet alumina-
/isopropanol solid/liquid interfaces — ePauL ScHWARz und
BeErND MEYER — Interdisciplinary Center for Molecular Materials
and Computer-Chemistry-Center, FAU Erlangen-Niirnberg

The solid/liquid interface of wet and hydroxylated a-alumina/isopro-
panol is studied using ab-initio Car-Parrinello molecular dynamics
(CPMD) simulations. For the alumina slab three different surface mo-
dels are taken into account: a termination with a full hydroxyl layer
(hyd), an aluminum termination with dissociated water molecules to
saturate undercoordinated surface sites (wl) and a third terminati-
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on with adsorbed water molecules between the OH groups of the w1l
structure (w2).

Simulations of the w2 slab show that the additional water molecules
induce recombinations events on the surface, leading to the protonation
of several OH groups and thereby to the formation of water molecules
on top of the aluminum atoms. The occurrence and distribution of the-
se newly formed water molecules is analyzed, as well as proton hopping
events on the surface. We show that the proton hopping is energetically
driven and correlates with an increased number of H-bonds. Recombi-
nation events are also found for the w1 slab after adding isopropanol,
whereas the hyd surface remains unchanges. Finally, the influence of
the surface termination on the structure of the isopropanol liquid will
be discussed.

O 96.4 Frill:15 S052
A joint first principles and ATR-IR study of the vibrational
properties of interfacial water at semiconductor-water solid-
liquid interfaces — eLr1 Yanc!, STEFANIE TECKLENBURG!, FaNG
Nivl, ANDREAS ErBE', STEFAN WIPPERMANN', FrANCOIS GyGIZ,
and GruLia GaLLr® — Max-Planck-Institut fiir Eisenforschung —
2University of California, Davis — 3University of Chicago

Despite the importance of understanding the structural and bond-
ing properties of solid-liquid interfaces for a wide range of (photo-
)electrochemical applications, there are presently no experimental
techniques available to directly probe the microscopic structure of
solid-liquid interfaces. We carried out joint ATR-IR spectroscopy
measurements and ab initio molecular dynamics simulations of the
vibrational properties of interfaces between liquid water and prototyp-
ical semiconductor substrates. In particular, the Ge(100)/H20O inter-
face is shown to feature a reversible bias potential dependent surface
phase transition. Our study highlights the key role of coupled theory-
experimental investigations on well controlled and characterized inter-
faces, in order to develop robust strategies to interpret experiments
and validate theory. The authors wish to thank T. A. Pham for help-
ful discussions. G. G. and F. G. acknowledge DOE-BES Grant No.
DE-SS0008939.

0 96.5 Fri11:30 S052
A first-principles study on the phase stability of ZnO(0001)-
Zn surfaces — ¢ SUHYUN Y00, MIRA ToDOROVA, and JOERG NEUGE-
BAUER — Department of Computational Materials Design, Max-
Planck-Institut fuer Eisenforschung GmbH, Duesseldorf, Germany

Zinc oxide is a wide bandgap semiconductor, which is intensively stud-
ied due to its applications in different fields, such as (photo-)catalysis,
protective coating, optoelectronics and others. Knowledge of the sur-
face structures which form when ZnO surfaces come into contact with
different environments (gas phase, liquid) and are thermodynamically
stable is important in the context of most of these applications. Focus-
ing on the polar Zn terminated ZnO(0001) surface we combine density
functional theory (DFT) calculations with thermodynamic concepts
to study how the stability of surface phases forming on ZnO(0001)-Zn
surfaces [1] is influenced by (i) the improved description of the band
gap, as achieved by DFT-HSE calculations and (ii) the contact with
an aqueous environment. Modelling liquid water by an implicit sol-
vation model [2], we utilize our recent electrochemical approach [3] to
construct a surface Pourbaix diagrams for this surface.

[1] M. Valtiner, M. Todorova, G. Grundmeier, and J. Neugebauer,
Phys. Rev. Lett. 103, 065502 (2009).

[2] K. Mathew, R. Sundararaman, K. Letchworth-Weaver, T.A.
Arias, and R.G. Hennig, J. Chem. Phys. 140, 084106 (2014).
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[3] M. Todorova and J. Neugebauer, Phys. Rev. Applied 1, 014001
(2014).

0 96.6 Fri 11:45 S052
Water adsorption on clean bimetallic Pt-Ru(0001) surfaces
- a low-temperature UHV-STM investigation — eMARTIN
SCHILLING, SYLVAIN BriMAuUD, and R. JURGeEN BEaM — Ulm Uni-
versity, Institute of Surface Chemistry and Catalysis, 89069 Ulm

A detailed understanding of the elementary electrochemical /-catalytic
processes on catalytically relevant electrode surfaces requires the char-
acterization of the solid | liquid interface, including the water-metal
interaction and the influence of coadsorbed species. The water-metal
interaction has been studied in detail earlier, using model systems con-
sisting of ice layers adsorbed on monometallic single crystal surfaces
[1].

Here, we present results of a scanning tunnelling microscopy (STM)
study on the structure of HoO on 2D bimetallic PtRu model elec-
trodes. HoO was deposited under well-defined conditions in ultrahigh
vacuum (UHV) at low sample temperatures (100 - 130 K) on Pt mod-
ified Ru(0001) single crystal surfaces. In addition to adsorption on
the clean metal surfaces, also structural effects of pre- or coadsorbed
species on the overlayer structure were investigated. The structures
were characterized by STM in the temperature range of 100 K to RT.
Depending on the Pt-Ru surface structure, the conditions of HoO dos-
ing and the presence of coadsorbates we identified different trends for
the resulting molecular arrangements of the adsorbate. The influence
of substrate-molecule and molecule-molecule interactions is discussed
based on the Pt modified Ru(0001) substrate.

[1] J. Carrasco et al., Nat. Mater. 11 (2012) 667

0 96.7 Fri 12:00 S052
Water adsorption on Pt(111): water-water vs. water-metal
interaction — eMarvyaM NADERIAN and AXEL GRross — Institute
of Theoretical Chemistry, Ulm University, D-89081 Ulm/Germany

Adsorbed water layers typically form hydrogen-bonded networks at
surfaces at low temperatures. The stability of these water layers at
solid surfaces is thus governed by a delicate interplay between water-
substrate and water-water interactions [1]. Using density functional
theory (DFT) calculations, we address the importance of water-water
vs. water-metal interactions in the adsorption of water on Pt(111).
To get a reliable description of the water-metal system, it is crucial to
include dispersion effects in the DFT calculations [2].

The initial steps of the formation of hydrogen-bonded networks have
been studied using ab initio molecular dynamics simulations of water
adsorption on water-precovered Pt(111). The water-metal interaction
has been modified by using Pt-terminated bimetallic surfaces. Ligand
and strain effects lead to a variation of the reactivity of the Pt atoms
which also influences the balance between water-water and water-metal
interaction. The consequence of this variation on the resulting water
structures will be discussed in detail.

[1] A. Gro® et al., J. Electrochem. Soc. 161, E3015 (2014).
[2] K. Tonigold and A. GroR, J. Comput. Chem. 33, 695 (2012).

0O 96.8 Fri 12:15 S052
Mapping the stabilities of two-dimensional water polymorphs
using dispersion-corrected DFT — eTaAnGcLAW RoMAN and AXEL
Gross — Institute of Theoretical Chemistry, Ulm University, D-89069
Ulm, Germany

The properties of the contact layer of water or ice on solid surfaces are

O 97: Nanostructured
Time: Friday 10:30-12:30

O 97.1 Fri 10:30 S053
High-quality Ru(0001) thin films by magnetron sputter depo-
sition for ceria inverse model catalysts — eMEIKEL WELLBROCK,
MARC SAUERBREY, JAN HOCKER, MARCO SCHOWALTER, JON-OLAF
KrispoNEIT, JENs FaLTA, and JAN INcO FLEGE — Institute of Solid
State Physics, University of Bremen, Otto-Hahn-Allee, 28359 Bremen

The investigation of model systems in heterogeneous catalysis with
surface science methods typically requires the use of single crystal sub-
strates. Offering enhanced experimental flexibility at lower costs, thin

still not fully understood. The questions that require answers include:
How ice-like is water close to a solid surface? How realistic are hexag-
onal bilayer-based models in describing interfaces with water, both on
hexagonal close-packed surfaces and on surfaces of other symmetries?
How dense is water at these interfaces? What is the most stable form
of ordered water in two dimensions? How different is 2D from 3D crys-
talline water, and how does the transition go? Which physical factors
may contribute to the formation of a water lattice with another symme-
try? In response to these, we present a systematic sweep of structural
possibilities of water in two dimensions using density functional the-
ory with dispersion corrections, screening one and two-layer structures
over different symmetries. Starting with free-standing models, calcula-
tions yield structures that differ from those previously reported using
classical molecular dynamics, and include several structures which we
find more stable than the traditional hexagonal bilayer. Results are
discussed with respect to observed water structures confined within
graphene sheets, and on how these impact our understanding of wa-
ter structures at solid surfaces of varying symmetries and interaction
strengths.

0 96.9 Fri 12:30 S052
‘Water adsorption at different noble metal/solution interfaces
— oY uJiN Tong, MARTIN WoLF, and R. KRaMER CAMPEN — Fritz-
Haber-Institut, Abt. Physikalische Chemie, 14195 Berlin, Germany

In aqueous electrochemistry water molecules at the electrode/solution
interface determine the structure of the electric double layer, mediate
charge transfer mechanisms, and are the reactive species in water elec-
trolysis. Hence gaining a molecular level picture of water structure at
the electrode/solution interface, and following its change as a function
of electrode potential, is of both fundamental and practical importance.
However, achieving such insight via most experimental techniques is
challenging. Vibrational sum frequency spectroscopy, owning to its
unique selection rules, can selectively probe the structure of water
molecules at the electrode/solution interface. Using VSF spectroscopy
we here show that: 1). On gold electrodes over a wide range of po-
tentials there are hydrophobic water molecules oriented in such a way
that one of their OH groups point towards the gold. 2). After par-
tial oxidation of the gold surface, apparent via cyclic voltammetry and
ex-situ characterization via VSF spectroscopy of low frequency Au-O
modes, the gold surface becomes hydrophilic and this population of
water disappears.

0O 96.10 Fri 12:45 S052
Understanding the Structure of Liquid Water at Copper
Surfaces — eSURESH KonDATI NaTaARAJAN and JOERG BEHLER —
Lehrstuhl fiir Theoretische Chemie, Ruhr-Universitat Bochum, Ger-
many

Solid-liquid interfaces are of fundamental importance in many fields
like electrochemistry, corrosion science and heterogeneous catalysis.
While in experiment it is often very challenging to obtain detailed in-
formation at the atomic level, a wealth of knowledge is in principle
available from molecular dynamics (MD). Ab initio MD simulations
provide the most reliable description of these systems, but they are
severely limited due to the high computational costs associated with
studying large "realistic" interfaces. In this talk, a neural network
(NN)-based potential for the copper-water interface fitted to density
functional theory (DFT) data will be presented which enables to over-
come this limitation. Employing this NN potential, we demonstrate
that sufficiently long simulations can be carried out allowing to analyze
the structural and dynamical properties in detail.

Surfaces and Thin Films
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films prepared by magnetron sputter deposition, an industrially scal-
able process, represent an attractive alternative. In this study, high-
quality, 80 nm thin Ru(0001) films were sputter-deposited on c-plane
sapphire and then employed as substrates for the subsequent growth
of cerium oxide for surface catalysis. After thermal treatment, atomic
force microscopy (AFM) and low-energy electron microscopy (LEEM)
showed the Ru thin films to be atomically flat over several micrometers,
superior to commercially available Ru single crystals. Sequentially, ce-
ria was grown by evaporation of metallic Ce in an oxygen ambient at
elevated temperature and monitored in situ by LEEM. Contrary to
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the studies involving single crystal substrates, large, triangular, and
smooth CeO2(111) islands were observed to nucleate exclusively at
randomly distributed v-shaped surface defects (v-pits), determining
their azimuthal orientation. Together with the narrow height distri-
bution as revealed by ez situ AFM, these microparticles represent a
well-suited model system for the study of surface chemical reactions
over ceria inverse model catalysts.

O 97.2 Fri 10:45 S053
Investigation of monolayer-thick ZrO» films created by sput-
ter deposition — ePETER LACKNER, Joong-IL J. Cuoi, ULRIKE
DieBoLD, and MicHAEL ScHMID — Institute of Applied Physics, TU
Wien, Vienna, Austria

Investigating zirconia (ZrOz) is challenging due to its high band gap.
As an insulator it is not accessible to measurement methods relying on
electronic conduction, such as scanning tunneling microscopy (STM),
at room temperature. To circumvent this issue, ultrathin ZrOz films
can be studied [1]. However, the very low vapor pressure of zirconium
makes deposition slow when using evaporation in ultrahigh vacuum
(UHV). We therefore present an UHV-compatible sputter source sim-
ilar to [2], which can be used to deposit ZrOz thin films of any desired
thickness.

By variation of film thickness and annealing temperature a contin-
uous and well-ordered film can be produced. We present STM, LEED
and XPS results on ZrOs films with a thickness of one to 7.5 mono-
layers. On Rh(111), different surface reconstructions are observed for
every layer up to five monolayers. Films with a thickness of five or
more monolayers show stripes on the surface, which are indicative of
bulk-terminated monoclinic or tetragonal ZrOs.

[1] Meinel et al., Phys. Rev. B 74, 235444 (2006).

[2] Mayr et al., Rev. Sci. Instrum. 84, 094103 (2013).

0 97.3 Fri 11:00 S053
Microstructure of Yttrium Oxide Deposited by Reactive
RF Magnetron Sputtering with Different Oxygen Inlet Flux
— oYIRAN Mao, Jan EnGELs, ANNE HouBeNn, Jan COENEN,
MARCIN RAsINSKI, JONATHAN STEFFENS, and CHRISTIAN LINSMEIER
— Forschungszentrum Jillich GmbH, Institut fiir Energie- und Kli-
maforschung - Plasmaphysik, 52425 Jiilich, Germany

Yttria (Y203) is a well-known ceramic material extensively used in
industry and material science applications. Reactive magnetron sput-
tering is one of the methods to produce Y203 coatings. The influence
of the oxygen inlet flux on the Y203 film microstructure grown by
reactive radio-frequency magnetron sputtering was investigated. The
oxygen inlet flux showed a hysteresis behavior effect on the deposition
rate. With a low oxygen flux, the so called metallic mode process
with a high deposition rate (up to 1.4 *m/h) was achieved, while with
a high oxygen flux, the process was considered to be in the reactive
mode with low deposition rate (720 nm/h). The metallic mode lay-
ers represented a mixture of different crystal structures including the
metastable monoclinic phase and the stable cubic phase, while the re-
active mode products showed a pure monoclinic phase structure. Com-
paring the reactive mode layers, the metallic mode layers showed dense
structures with less porosity. Annealing at 600 °C for 15 h caused a
phase transformation from monoclinic phase to cubic phase for both
reactive mode and metallic mode. For metallic mode layers, cracks
are formed due to the thermal expansion coefficient difference between
Y203 and the substrate which was not seen in reactive mode.

O 974 Fril1l:15 S053
Comparative study of amorphous hydrogenated carbon (a-
C:H) layers on Si (100) and high-density polyethylene
(HDPE) — oCHRIsTIAN B. FISCHER, ALBERTO CATENA, and STE-
FAN WEHNER — Department of Physics, University Koblenz-Landau,
56070 Koblenz, Germany

Silicon and high-density polyethylene (HDPE) have been gradually
covered by thin a-C:H films with acetylene-plasma to study the inter-
layer forming behavior between the base material and carbon coating.
Two different carbon coatings, one with indirect (f-type) and one with
direct (r-type) deposition, were realized. Surface characteristic studies
by atomic force microscopy (AFM) showed an unexpected similar mor-
phology for both types and materials. The analysis of average height
and area for single evolving grains over uniformly textured protrusions
at the bottom revealed a smaller amount of carbon deposition for the
f-type than for the r-type to obtain similar morphologies independently
of the chosen basic material. The average grain area increases for all f-
and r-depositions. The average grain height increases in the beginning
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and approaches a level with nearly constant height. Furthermore, the
values of the average grain heights are correlated to the values of the
average grain areas and are localized in a limited area, indicating a
given regularity throughout the different carbon depositions.

O 97.5 Fri11:30 S053
Remote plasma treatment as a method to improve the sur-
face conductivity of bipolar plates for fuel cells — eTaTiANA
FeposENko-BeckeRD2, NicoLas WOHRL!, VoLkEr Buck!, and
Mario GiLLMANN? — University of Duisburg-Essen, Duisburg, Ger-
many — 2University of Wuppertal, Wuppertal, Germany — 3ZBT
GmbH - The fuel cell research center, Duisburg, Germany

Fuel cells are promising alternative energy sources, therefore they have
recently earned scientific interest. However they are not without defi-
ciencies, since during fabrication of carbon/polypropylene (PP) com-
posite bipolar plates (BP) the PP is enriched at the surface reducing
the electrical conductivity and the efficiency of the fuel cells. The sur-
face conductivity can be improved by selectively etching the PP from
the surface by plasma treatment, using the plasma source CYRANNUS
by iplas in remote mode. A detailed investigation of the properties of
BP, of plasma processes during the treatment and the influence of the
process parameters was done.

It was shown that plasma treatment of BP is a suitable method to
decrease the surface resistance without causing mechanical damage to
the surface. The most suitable experimental parameters for this task
were found. Using FTIR and Raman spectroscopy it was shown that
PP and nanocrystalline graphite is removed from the surface. The ex-
perimental parameters, such as plasma chemistry, pressure, treatment
time, distance from plasma, which provide the best conductivity of the
BP, were found.

O 97.6 Frill:45 S053
Study of Solid Electrolyte Interphase layer in Sodium-Ion
Batteries — eLianG-YIN Kuo!, Pavam Kacuazcur!, and Binc-
Jor Hwang2 — !nstitut fiir Chemie und Biochemie, Freie Universitét
Berlin, Takustr. 3, 14195 Berlin, Germany — 2Department of Chem-
ical Engineering, National Taiwan University of Science and Technol-
ogy, No.43, Sec. 4, Keelung Rd., Taipei 106, Taiwan

Sodium (Na)-ion batteries are considered as alternative to Li-ion bat-
teries. Sodium is abundance in the earth*s crust and the distribution
of sodium mineral salts is widespread. In this work, we present a com-
bined in situ surfaced-enhanced Raman spectroscopy (in situ SERS)
and density functional theory (DFT) study on the solid electrolyte in-
terphase (SEI) layer over the surface of Sn anodes in Na-ion batteries.
Our in situ SERS measurements show that the main components of the
SEI layer during Na-ion insertion/extraction are Na20 (peaks around
479 cm-1 and 597 cm-1) and Na2CO3 (peak around 1080 cm-1). Af-
terwards, we will discuss our DFT results on electronic and atomic
structure as well as the mechanism of Na diffusion through Na20 and
Na2CO3.

0 97.7 Fri 12:00 S053
Chemical vapor deposition and infiltration for the production
of tungsten fiber reinforced tungsten composite material —
oMARTIN AUMANN!, JAN WiLLEM CoENEN!, HANNS GIETEL?, TILL
Horscuen?, Jouann Riescu?, Kravs Scumin?, Ruborr NEu?, and
CHRISTIAN LinsMEIER! — !Forschungszentrum Juelich GmbH, Insti-
tut fiir Energie- und Klimaforschung, 52425 Juelich — 2Max-Planck-
Institut fiir Plasmaphysik, 85748 Garching

Due to its high melting point, high corrosion resistance and its prefer-
able properties in terms of hydrogen retention, tungsten is a promising
candidate in future nuclear fusion devices. However, the mechani-
cal behavior of tungsten is crucial, as it is inherently brittle at room
temperature. As possibility to overcome this brittleness, a composite
material can be formed, which shows pseudo-ductility and therefore
avoids catastrophic failure of the material. A possibility to produce
such a Wf/W-composite is chemical vapor deposition and chemical
vapor infiltration, where tungsten is deposited on thin tungsten wires
through the reaction of WF6 and H2. With ongoing infiltration time,
pores are formed between the fibers, which decrease in size through
the chemical reaction. For better process understanding, a pore model
was established, which solves the mass balance inside the pore and the
resulting pore diameter simultaneously. It shows a significant differ-
ence in diameter for longer infiltration times. This behavior shall be
investigated in experiments with an experimental pore, which is sim-
ilar to the simulated one. Furthermore also kinetic investigations on
the chemical surface reaction are carried out to increase the process
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understanding.

O 97.8 Fri 12:15 S053
Simulation of oblique angle deposition — eCuRrisToPH GRUNER,
JENS BAUER, STEFAN MAYR, and BERND RAUSCHENBACH — Leibniz-
Institut fiir Oberflichenmodifizierung, Permoserstrate 15, 04318
Leipzig, Germany

Computer simulations are a powerful tool to study thin film growth
phenomena. Here, application of simulations focuses on understanding
and controlling atomistic processes during glancing angle deposition
in order to create nanostructures with unique new physical properties

and functionalities. Ballistic deposition models are used to describe
kinetics and morphology of film growth [1]. Such simulation outcomes
depend strongly on the implementation of the sticking process and the
choice of the simulation grid geometry [2]. Focusing on glancing angle
deposition, different issues of simple grid based simulations are studied.
Shape and tilt angle of the deposited nanostructures are investigated
as well as the porosities of the complete films. The benefit of using
cluster particles is discussed.

[1] A.-L. Barabasi and H.E. Stanley, Fractal Concepts in Surface
Growth, Cambridge Univ. Press, Cambridge 1995

[2] B. Tanto, C. F. Doiron, and T.-M. Lu, Phys. Rev. E 83 (2011),
016703

O 98: Organic-Inorganic Systems V: Adsorption on Metals

Time: Friday 10:30-13:15

O 98.1 Fri10:30 H24
Thiolate versus Selenolate: Structure, Stability, and Charge
Transfer Properties — eToBias WAcHTER!, JAKUB Ossowski?,
LAURA SILIES®, MARTIN KIND?, AcNIEszkA NowoROLSKAZ, FLORIAN
BroBNER?, DomiNika GNaTEK?, JAKUB Rysz2, MicHAEL Borre3,
PETER FEULNER?, ANDREAS TERFORT?, ProTR Cvycanik?, and
MicHAEL ZHARNIKOV! — 'Angewandte Physikalische Chemie, Uni-
versitiat Heidelberg, Im Neuenheimer Feld 253, 69120 Heidelberg, Ger-
many — 2Smoluchowski Institute of Physics, Jagiellonian University,
Reymonta 4, 30-059 Krakow, Poland — 3Institut fiir Anorganische
und Analytische Chemie, Universitat Frankfurt, Max-von-Laue-Strafe
7, 60438 Frankfurt, Germany — *Physikdepartment E20, Technische
Universitat Miinchen, 85747 Garching, Germany

Self-assembled monolayers (SAMs) of 6-cyanonapthalene-2-thiolate
and -selenolate were prepared on Au(111) and characterized by sev-
eral complementary spectroscopic techniques. The exact structural
arrangements in both types of SAMs are somewhat different, but at
the same time they have similar packing densities and molecular orien-
tations. This permitted reliable competitive exchange and ion-beam-
induced desorption experiments which provided unequivocal evidence
for a stronger bonding of selenolates to the substrate as compared to
the thiolates. Regardless of this difference, the dynamic charge trans-
fer properties of both adsorbates were found to be nearly identical,
as determined by the core-hole-clock approach, which is explained by
a redistribution of electron density along the molecular framework,
compensating the difference in the bond strength.

0 98.2 Fri 10:45 H24
In-situ LEEM investigation of the growth of organic mono-
layers on metal surfaces — eJANINA FELTER, CAROLINE HENNEKE,
Jana WoLtTERs, and CHRISTIAN KUMPF — Peter Griinberg Institut
(PGI-3), Forschungszentrum Jiilich, 52425 Jiilich, Germany, and Jiilich
Aachen Research Alliance (JARA)-Fundamentals of Future Informa-
tion Technology, Germany

The adsorption of organic molecules on metal surfaces are of high-
est relevance for applications in the field of organic electronics and
for fundamental studies of the interaction mechanisms. In partic-
ular, a deep understanding of the nucleation and the formation of
the first molecular layer is necessary since this layer acts as a tem-
plate for further growth and determines the electronic properties of
the interface. By using LEEM, PEEM and puLEED, we studied the
growth dynamics of Copper-II-phthalocyanine (CuPc) and 1,4,5,8-
naphthalene-tetracarboxylic-acid dianhydride (NTCDA) monolayers
on low-indexed metal surfaces in-situ and in real-time. Besides others,
we have observed the transformation of CuPc domains into each other
during and after deposition on Ag(111). In an ongoing PEEM-based
ARPES study, we also investigate the electronic properties of these
metal-organic interfaces.

0O 98.3 Fri11:00 H24
Multiple molecular templates induced by dehydrogenation
of a benzoquinone derivative on Cu(111) — eGIUSEPPE
Mercurio!, NiLs Winp!, SimoNn Weiss?:3, SErcUEI SousarcH?:3,
FRrank STEFAN TauTz??, and WiLFrRIED WurTHD* — 1Physics De-
partment and Center for Free-Electron Laser Science, University of
Hamburg, Hamburg, Germany — 2Peter Griinberg Institut (PGI-3),
Forschungszentrum Jiilich, Jiilich, Germany — 3JARA - Fundamen-
tals of Future Information Technology, Germany — *DESY Photon
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Science, Hamburg, Germany

Organic layers on metal surfaces self-organize in a great variety of dif-
ferent surface templates depending on the intermolecular and molecule-
metal interactions. The design of a molecular building block with
specific structural and chemical properties needs to account for pos-
sible chemical modifications (e.g. dehydrogenation) upon deposition
on a reactive substrate. In this context a fundamental understand-
ing of the molecule/metal interface before and after dehydrogenation
of the selected molecular unit is essential. To this end DHBQ (2,5-
dihydroxyl-benzoquinone), a prototypical molecular building block for
metal-organic networks, was investigated on the Cu(111) surface. It
was found that the dehydrogentation of DHBQ can be thermally acti-
vated. Moreover, depending on the degree of dehydrogenation of the
molecular layer different superstructures form on the surface. These
different molecular phases were investigated by means of x-ray pho-
toemission spectroscopy, low-energy electron diffraction and normal
incidence x-ray standing wave.

O 984 Frill:15 H24
Structure formation of tetramantane[121] on copper(111) —
eMARVIN STIEFERMANN!, DANIEL EBELING!, PETER SCHREINERZ,
and ANDRE ScHRIMEISEN! — !Institut fiir Angewandte Physik der
Justus-Liebig-Universitdt GieRen — 2Institut fiir Organische Chemie

der Justus-Liebig-Universitat Giefien

Nanodiamonds are nanometer sized hydrocarbon molecules, which ex-
hibit a diamondlike structure. As for other nanosized carbon mate-
rials (e.g. nanotubes or nanoribbons) diamondoids are discussed to
exhibit tunable electronic properties|[1]. For future applications in na-
noelectronics it is therefore inevitable to study the interaction between
diamondoids and solid substrates. Here, we studied the structure for-
mation of tetramantane[121] on a close packed metal substrate with
low temperature scanning tunneling microscopy. Tetramantane was
evaporated at room temperature under UHV conditions onto a clean
copper(111) surface using a self-constructed molecule gun. We ob-
served that tetramantane forms islands on copper(111). Furthermore,
we discovered different phases within these islands, which show com-
mensurability with the substrate.

[1] Adhikari et al, Nanotechnology,
035701,(2015)

Volume 26, Number 3,

0 98.5 Fri11:30 H24
On the Temperature-dependent Behavior of Ultrathin
Ethylene Carbonate Films on Graphite(0001) — eMARAL
BozorccHENANIY, FLoRIAN BucHNER?, and R. JURGEN Benm!:2
— 1Ulm University, Institute of Surface Chemistry and Catalysis, D-
89069 Ulm, Germany — 2Helmholtz Institute Ulm (HIU) Electrochem-

ical Energy Storage, D-89081 Ulm, Germany

The interaction of ethylene carbonate (EC) with graphite(0001) as a
model for the anodelelectrolyte interface in Li-ion batteries was inves-
tigated under ultrahigh vacuum conditions. X-ray photoelectron spec-
troscopy (XPS) and Fourier transform infrared spectroscopy (FTIRS)
were employed. After vapor deposition of a monolayer on graphite at
80 K the XP Cls and Ols spectra reveal the adsorption of intact ad-
sorbed molecular adsorbates. Upon slow annealing the intensity of the
XP signals related to EC drastically decreases in the temperature range
between 190 and 210 K, mainly due to desorption. Subsequently, peaks
with low intensity are still visible, which is related to decomposition
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products on the surface. FTIRS measurements at 80 K demonstrate
modes of molecularly adsorbed EC. Difference spectra (background of
the EC covered surface) recorded upon annealing reveal the evolution
of bands with positive amplitudes (120 - 210 K) which are related ei-
ther to molecular rearrangement effects or the formation of new species,
and with negative amplitudes due to the loss of EC. At 210 K no EC
is detected any more. The nature of the EC decomposition products
is discussed and a comparison with our previous results on Cu(111) is
given.

O 98.6 Fri1l:45 H24
Carbene based molecular anchors on metal surfaces — eBIBEK
ApnikARI', SHENG MENG?, and MARIA Fytal — nstitute for Com-
putational Physics, Stuttgart, Germany — 2Institute of Physics, Chi-
nese Academy of Sciences, Beijing, China

N-hetero-cyclic carbenes (NHCs) are emerging as an alternative class of
molecules to thiol-based self-assembled monolayers (SAMs). A carbon-
gold bond is stronger than the sulfur-gold bond, making the carbene-
based self-assembled monolayers much more stable in harsh environ-
mental conditions. In this work, we have functionalized tiny hydro-
genated diamond-like cages, known as diamondoids, using NHCs in
order to prepare highly stable self assembled monolayers (SAMs) of
diamondoids on metal substrates. Using quantum-mechanical simula-
tions, we were able to extract the structural and electronic properties of
the carbene-mediated diamondoid SAMs on metal surfaces. Two dif-
ferent configurations for the carbene-functionalized diamondoids are
considered and attached on gold, silver, and platinum surfaces. The
binding energy of S-Ag, S-Au, S-Pt and the comparison on the differ-
ences between thiol-metal and carbene-metal bonds are reported. A
preferential binding to platinum surfaces was found, while a modula-
tion of the work function in all cases was clear. We mainly focus on the
binding characteristics and stability of the NHC-mediated diamondoid
SAMs. The surface morphology of all NHC-based diamondoid SAMs
was shown through the simulated STM images which show character-
istic features of each surface.

O 98.7 Fri 12:00 H24
Beyond the hexagon: Non-alternant aromatic molecules on
metal surfaces — BENEDIKT P. KLEIN, PHILIPP MULLER, JOHANNA
ScHEPP, FaLk NIEFIND, MALTE ZUGERMEIER, MAIK SCHONIGER,
MARTIN ScHMID, and eJ. MIicHAEL GOTTFRIED — Fachbereich
Chemie, Philipps-Universitdt Marburg, Germany

The interaction of conjugated organic hydrocarbons, in particular aro-
matic species, with metal surfaces has been a major topic in surface
science during the past decade. Up to now, the focus has been al-
most exclusively on alternant hydrocarbons, which are characterized
by an even charge distribution and highly delocalized frontier orbitals.
In contrast, non-alternant hydrocarbons have uneven charge distribu-
tions, which can result in considerable in-plane dipole moments, and
more localized frontier orbitals. They also do not obey the Coulson-
Rushbrooke pairing theorem and thus have shifted valence levels com-
pared to the isomeric alternant hydrocarbons. In this contribution,
we present the first systematic studies of non-alternant aromatic hy-
drocarbons on the (111) surfaces of Cu, Ag and Au. In particu-
lar, we focus on naphthalene as an alternant hydrocarbon and bicy-
clo[5.3.0]decapentaene (BDP) as its non-alternant counterpart. On the
basis of extensive NEXAFS, PES, TPD and STM studies, we show that
the non-alternant hydrocarbon interacts much stronger with the metal
surfaces, especially in the case of Cu(111), and that the interaction is
more localized. The non-alternant species also experiences a consid-
erable out-of-plane deformation, which results from the localization of
the frontier orbitals.

O 98.8 Fri12:15 H24
Layer-resolved evolution of perfluoropentacene thin films on
Ag(110) surfaces — eEBRAHIM GHANBARI, MARKUS AIGLINGER,
ANDREA NAVARRO-QUEZADA, THORSTEN WAGNER, and PETER ZEP-
PENFELD — Institute of Experimental Physics, Johannes Kepler Uni-
versity, Altenbergerstr. 69, 4040 Linz, Austria

The optical properties of organic thin films depend on the crystallo-
graphic structure and orientation. In addition, the interaction with the
substrate can strongly affect electronic and optical properties. Here,
we apply polarization dependent differential reflectance spectroscopy
(pol-DRS) [1] and photoelectron emission microscopy (PEEM), simul-
taneously, to study the evolution of perfluoropentacene (PFP) thin
films on Ag(110) surface. The adsorption of the organic molecules lo-
cally changes photoelectron emission yield of the surface giving rise to
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the contrast in PEEM. Therefore, PEEM is perfectly suited to study
the evolution of the film morphology on the pm scale in real-time
whereas, The pol-DRS is employed to investigate the temporal evolu-
tion of the (global) optical properties during thin film deposition. The
variation of the PEEM and pol-DRS signals during PFP deposition
reveal characteristic changes which can be attributed to the comple-
tion of subsequent layers and structural phase transition within these
layers.

[1] A. Navarro-Quezada, M. Aiglinger, E. Ghanbari, Th. Wagner,
and P. Zeppenfeld, Rev. Sci. Inst. 86, 113108 (2015)

0 98.9 Fri 12:30 H24
A comparative STM study: adsorption behavior of differ-
ent benzoporphyrin derivatives on coinage metals — MICHAEL
LEPPER, MICHAEL STARK, LIANG ZHANG, HANS-PETER STEINRUCK,
and eHUBERTUS MARBACH — Lehrstuhl fiir Physikalische Chemie II
and Interdisciplinary Center for Molecular Materials (ICMM), Univer-
sitdt Erlangen-Niirnberg, Egerlandstr. 3, D-91058

A detailed comparative scanning tunneling microscopy (STM) study of
the self-assembly of different benzoporphyrin derivatives, among these
Ni(I1)-5,10,15,20-tetraphenyltetrabenzoporphyrin (NiTPBP) [1], the
corresponding free-base analogue 2HTPBP and of Ni(II)-meso-tetrakis
(4-tert-butylphenyl) benzoporphyrin (NiTTBPBP) [2], i.e., with ad-
ditional tert-butyl groups at the para positions of the phenyl sub-
stituents on different substrates, namely Ag(111), Cu(111), Cu(110)
and Cu(110)-(2x1)O will be presented and discussed. Depending on
the actual molecule-substrate combination, the coverage and the sam-
ple temperature different adsorption behaviors are observed ranging
from polymorphism [1|, monomodal supramolecular arrangements [2]
to the formation of molecular chains. The results will be interpreted
based on the specific molecule-substrate and molecules-molecules in-
teractions [1]. A particular focus will thereby be on the benzo groups
which effectively establish a steric hindrance within the porphyrin
macrocycle.

[1] M. Lepper et al., J.Phys. Chem. C, 119 (2015) 19897

[2]L. Zhang et al., PCCP, 17 (2015) 13066

0 98.10 Fri 12:45 H24
Self-assembly of triphenylene molecules on the reconstructed
Au(111) surface: influence of the surface stacking order —
SOREN ZINT!, eDANIEL EBELING!, SEBASTIAN AHLES?, HERMANN A.
WEGNER2, and ANDRE SCHIRMEISEN! — !Institute of Applied Physics
(TAP), Justus Liebig University Giessen, Heinrich-Buff-Ring 16, 35392
Giessen, Germany — 2Institute of Organic Chemistry, Justus Liebig
University Giessen, Heinrich-Buff-Ring 17, 35392 Giessen, Germany

Polycyclic aromatic hydrocarbons are an interesting component for
the fabrication of nanoscale electronic devices, due to an extended
pi-system and the possibility of forming graphene-like material. A
powerful tool for the bottom-up fabrication of such nanostructures
is molecular self-assembly. We study self-assembly of triphenylene
molecules on the reconstructed Au(111) surface at submonolayer cov-
erages by low temperature UHV STM at 5K. The molecules adsorb
planarly, in two orientations only, corresponding to a 60° rotation. At
low and medium coverages self-assembly is determined by strong at-
tractive surface-molecule interactions and repulsive molecule-molecule
interactions, which is accompanied by a one-to-one ratio of molecu-
lar orientations. At full monolayer coverage, however, the molecules
undergo a reorientation into two different close-packed domains, lead-
ing to a significant overrepresentation of one molecular orientation.
This reorientation strongly correlates with the stacking order of the
substrate. Hence, the self-assembly process is controlled by the inter-
action of triphenylene with subsurface Au layers, which provides an
additional mechanism for designing new systems.

0 98.11 Fri 13:00 H24
Probing the Conformations of Synthetic Sequence Con-
trolled Polymers — IvaN PeENTEGOV!, TaM TRINH?, eSTEPHAN
RauscHENBACH!, Uta SchHLickuM!, SaBINE ABs!, LubpGer
Harnaul, SimoNe Conti?, Duy Lg3, Tarar Ranman3, Marco
Crccini?, Jean-Francots Lutz?, and Kravs Kern! — 'Max-
Planck-Institute for Solid State Research, Stuttgart — 2Université de
Strasbourg, France — 3University of Central Florida, Orlando FL,
USA

In natural as well as synthetic sequence controlled polymers (SCP) the
sequence of building blocks covalently hardwires a secondary molecu-
lar structure, either to store information or to encode properties like
molecular conformation. Therefore the two major challenges for the
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application of SCP are deciphering the sequence of a SCP and relat-
ing the sequence to its conformation. We employ scanning tunnel-
ing microscopy (STM) to characterize individual SCPs of the class of
oligo-triazolamines (OTA) at highest spatial resolution. For this, elec-
trospray ion beam deposition (ES-IBD) ensures chemical purity and

intact deposition on ultrapure substrates. We observe conformations,
which can be modeled by molecular dynamics (MD) simulations and
density functional theory (DFT). Depending on the sequence, we find
structural variety depending on the sequence of 0’ and ’1’ represented
by the absence or presence of a methyl group, respectively.

O 99: Symposium on Frontiers of Electronic Structure Theory: Focus on Topology and
Transport

Time: Friday 9:30-12:15

Invited Talk 099.1 Fri9:30 H1
Intrinsic Transport Coefficients and Momentum Space Berry
Curvatures — eArLaN H MacDonNaLD — University of Texas at
Austin, Austin TX, USA

The response of a conductor to a bias voltage is normally dominated
by repopulation of states near the Fermi level. The transport steady
state is fixed by a competition between acceleration in an electric field
and disorder-induced scattering which attempts to restore equilibrium.
This response of observables to a bias voltage is therefore extrinsic.
There is however also response of states away from the Fermi level,
which are polarized by the electric field. Provided that the typical
band separation is larger than the finite life-time uncertainty in Bloch
state energies this response is intrinsic, and for some observables it
can be dominant. Intrinsic response coefficients are attractive targets
for electronic structure theory because they are readily evaluated. Ex-
amples of responses to bias voltages that are sometimes dominantly
intrinsic are the anomalous Hall conductivity of ferromagnetic or anti-
ferromagnetic conductors, the spin-Hall conductivity of heavy metals,
and current-induced torques in heavy-metal/ferromagnet systems. In-
trinsic transport coefficients tend to be large in crystals with large
momentum-space Berry curvatures, for example in crystals with topo-
logically non-trivial electronic structure, and remain finite when a gap
opens at the Fermi level to eliminate the Fermi surface. I will discuss
some important examples of transport coefficients that are dominated
by intrinsic contributions, mentioning as an important case the quan-
tum anomalous Hall effect.

Invited Talk 0 99.2 Fri10:00 H1
Berry phase linked spin-orbit torques in Ferromagnetic and
Antiferromagnetic systems — eJAIRO SiNOvA — Johannes Guten-
berg Universitat Mainz, Staudingerweg 7, 55128 Mainz Germany

As current-driven torques are becoming more relevant in future MRAM
technologies, in-plane current magnetization dynamics driven by the
so called Rashba spin-orbit torques or through a combination of spin-
Hall effect and spin-transfer torque has become more and more im-
portant. Understanding these torques is paramount to maximize their
use. In recent experiments we have shown that in addition to the in-
trinsic SHE and STT effect there exists an intrinsic spin-orbit torque
originating from the Berry phase of the spin-orbit coupled Bloch elec-
trons analogous to the intrinsic spin Hall effect. This type of torques
can be observed through SO-FMR driven experiments. We show this
new type of toques in theory and experiments in GaMnAs and show
that it can be of similar strength to the strong field-like torque. In
addition, we extend these physics to a new type of order-parameter
manipulation by currents by examining the combined effect of spin-
orbit coupling and anti-ferromagnetic order. We show that in broken
inversion symmetry anti-ferromagnets a current will induced a non-
equilibrium Néel-order field that will act directly on the Néel order
parameter, hence making the direct manipulation of anti-ferromagnets
without auxiliary exchange biased coupling to other ferromagnets a
new and exciting possibility. One of these type of Néel torques has
been recently experimentally confirmed.

Invited Talk 0 99.3 Fri10:30 H1
Transport in Topological Insulators and Topological Super-
conductors: In Search of Majorana Fermions — eEwWELINA
HankiEwicz — Wuerzburg University

Topological insulators (TIs) have a bulk energy gap that separates the
highest occupied band from the lowest unoccupied band and the metal-
lic gapless states at the edge [1]. Similarly, topological superconductors
(TSC) have gapless zero energy states protected by the particle-hole
symmetry, which in some cases form Majorana bound states. Here, we
focus on the proximity-induced superconductivity in TIs [2] as well as
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on unusual properties of TSC [3] showing that they both can pave a
road to find a Majorana state.

Concerning proximity-induced superconductivity in TIs, we describe
a novel superconducting quantum spin-Hall effect, which is protected
against elastic backscattering by combined time-reversal and particle-
hole symmetry even in magnetic fields [2]. We discuss unusual trans-
port properties of this effect and possible Majorana detection schemes.

Finally, we discuss new systems like TSC on the hexagonal lattices.
We develop combined microscopic and macroscopic description of these
materials that predicts realistic scanning tunneling microscopy signal
in these superconductors [3]. Is there a way to measure Majorana state
in these systems?

[1] G. Tkachov and E. M. Hankiewicz, Review in Phys. Status So-
lidi B 250, 215 (2013). [2] R. Reinthaler, G. Tkachov and E.M. Han-
kiewicz, Phys. Rev. B 92, 161303(R) (2015). [3] L. Elster, C. Platt, R.
Thomale, W. Hanke, and E. M. Hankiewicz, Nature Comm. 6, 8232
(2015).

session break

Invited Talk 0994 Frill:15 H1

Engineering Topological Quantum States: From 1D to 2D. —
eJELENA KLiNOvAaJA — University of Basel, Switzerland

I will discuss low-dimensional condensed matter systems, in which
topological properties could be engineered per demand. Majorana
fermions can emerge in hybrid systems with proximity pairing in which
the usually weak Rashba spin-orbit interaction is replaced by mag-
netic textures. I will discuss candidate materials such as semiconduct-
ing nanowires [1] and atomic magnetic chains [2]. One further goal
is to go beyond Majorana fermions and to identify systems that can
host quasiparticles with more powerful non-Abelian statistics such as
parafermions in double wires coupled by crossed Andreev reflections
[3,4]. Next, I will focus on ’strip of stripes model’ consisting of weakly
coupled one-dimensional wires [5-7], where interaction effects in the
wires can be treated non-perturbatively via bosonization. Such sys-
tems can exhibit the integer or fractional quantum Hall effect, spin
Hall effect, and anomalous Hall effect.

[1] J. Klinovaja and D. Loss, Phys. Rev. B 86, 085408 (2012). [2]
J. Klinovaja, P. Stano, A. Yazdani, and D. Loss, Phys. Rev. Lett.
111, 186805 (2013). [3] J. Klinovaja and D. Loss, Phys. Rev. B 90,
045118 (2014). [4] J. Klinovaja, A. Yacoby, and D. Loss, Phys. Rev.
B 90, 155447 (2014). [5] J. Klinovaja and D. Loss, Phys. Rev. Lett.
111, 196401 (2013); J. Klinovaja and D. Loss, Eur. Phys. J. B 87, 171
(2014). [6] J. Klinovaja and Y. Tserkovnyak, Phys. Rev. B 90, 115426
(2014). [7] J. Klinovaja, Y. Tserkovnyak, and D. Loss, Phys. Rev. B
91, 085426 (2015).

Invited Talk 0 99.5 Frill:45 HI1
Skyrmions — Topological magnetization solitons for future
spintronics — eSTEFAN BLUGEL — Peter Griinberg Institut and In-
stitute for Advanced Simulation, Forschungszentrum Jiilich and JARA,
D-52425 Jiilich, Germany

Ultrathin magnetic films and heterostructures provide a fantastic play-
ground for the stabilization, manipulation and usage of chiral magnetic
skyrmions — topological magnetization solitons — magnetic entities de-
scribed by a micromagnetic energy functional with particle like prop-
erties that may open a new vista for spintronics. A crucial quantity for
the chiral skyrmion formation is the Dzyaloshinskii-Moriya interaction
(DMI), whose presence in thin films could be established in a concerted
effort of first-principles theory and spin-polarized scanning tunneling
microscopy. It could be shown that the spin-orbit interaction and the
structure inversion-asymmetry in these systems result in a DMI that
is strong enough to give rise to one- and two-dimensional lattices of
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chiral spin-textures, chiral domain walls and even single skyrmions. In
retrospect, it is surprising how little is known about the DMI in these
metallic systems. In this talk I give insight into the DMI, relating
first-principles calculations to different models, discussing the trans-
port properties of electrons e.g. the topological (THE) and anomalous

(AHE) Hall effect in relation to the spin texture of a skyrmion, and
discuss possibilities to tailor the magnetic interactions to enlarge the
materials base to stabilize single skyrmions. — I acknowledge fruitful
collaborations with D. Crum, J. Bouaziz, B. Dupé, S. Heinze, N. Kise-
lev, S. Lounis, Y. Mokrousov, A. Nandy, and B. Zimmermann.

O 100: Topological Insulators Il

Time: Friday 9:30-12:00

0 100.1 Fri 9:30 HI1b5

Signatures of induced superconductivity in a p-n heterostruc-
ture comprised of SbyTes; and BixTes 3D topological insulator
thin films with in situ Al capping — ePETER SCHUFFELGEN!,
DANIEL RosenBacH!, MARTIN Lanius!, JorN KaMmpMEIER!, GRE-
cor MussLeEr!, Markus EscuBacu!, Ewa MrLynczak!, Lukasz
Prucinski!, MARTINA LuysBERG!, STEFAN TRELLENKAMP!, MARTIN
STEHNO?, PROSPER NGABONzIZAZ, ALEXANDER BRINKMANZ, YUAN
Pancg3, L1 Lu3, THomAs ScHAPERS!, and DETLEV GRUTZMACHER! —
IPeter Griinberg Institut and JARA-FIT, Forschungszentrum Jiilich,
52425 Jiilich, Germany — 2TNW and MESA+ Institute for Nanotech-
nology, University of Twente, 7500 AE Enschede, The Netherlands —
3Laboratory for Solid State Quantum Information and Computation,
Institute of Physics, Chinese Academy of Sciences, 100190 Beijing,
China

We investigate the transport properties of SbaTes/BizTes p-n het-
erostructure topological insulator film-superconductor junctions. The
films are grown by means of molecular beam epitaxy on a Si (111)
substrate and capped in-situ by a thin layer of aluminum to prevent
thin film degradation and to preserve the Dirac-like surface states.
Josephson junctions are defined by depositing two niobium electrodes,
separated by a few tens of nanometers, onto the SbaTes/BisTes layer.
The transport measurements at cryogenic temperatures showed signa-
tures of Andreev reflections and Josephson supercurrents. For wider
junctions a Fraunhofer pattern was observed for the critical current,
whereas for the narrow junctions a monotonous decrease was found.

O 100.2 Fri 9:45 HI15
Teraherz-Induced Chiral Edge Photogalvanic currents in 2D
HgTe Topological Insulators — eKATHRIN-MARIA DANTSCHER!,
DiMITRY A. KozrLov2, MARIA-THERESIA SCHERR!, SEBASTIAN
GEBERT!, VasiLy V. BeL’kov3, NikorLay N. MIKHAILOVZ, SERGEY
A. Dvoretskn?, Ze Doncg Kvon?, and SERGEY D. GaNICHEV!
— !University of Regensburg, Regensburg, Germany — 2Institute of
Semiconductor Physics, Novosibirsk, Russia — 3Ioffe Institute, St. Pe-

tersburg, Russia

We report on the observation of a chiral photogalvanic current gen-
erated in the topological protected edge states of 2D topological in-
sulators fabricated on the basis of 8 nm thick HgTe quantum wells.
Illuminating the sample with circularly polarized terahertz radiation
and picking-up the signal along the edges we detected a photocurrent
whose direction reverses by switching radiation polarization from right-
to left-handed one. The influence of the magnetic field, the tempera-
ture and the angle of incidence of the radiation to these photocurrents
are investigated. We demonstrate that circularly polarized radiation,
which, according to selection rules, excites only electrons with a cer-
tain spin, results in an imbalance of electron distribution in the k-space
and causes a spin polarized electric current.

O 100.3 Fri 10:00 H15
temperature induced shift of the chemical potential of
Bi2Te2Se tetradymite topological insulators — eJAYITA NAYAK!,
GERHARD H FECHER', STHAM QUARDI!, CHANDRA SEKHAR!, CLAUDIA
FELSER!, CHRISTIAN TUSCHEZ, SHIGENORI UEDA®, and ELJI IKENAGA*
— IMax Planck Institute for Chemical Physics of Solids, Dres-
den — 2Max Planck Institute of Microstructure Physics, Halle —
3Synchrotron X-ray Station at SPring-8National Institute for Materi-
als Science, Hyogo 679-5148, Japan — *Japan Synchrotron Radiation

Research Institute, SPring-8, Hyogo, 679-5198, Japan

The temperature dependent HAXPES spectra of Bi2Te2Se reveal the
appearance of an additional spectral feature above the band gap at low
temperature. It appears at 20 K but is absent in the 300 K spectra and
the onset of the main features of the spectra is shifted to lower energies.
Momentum resolved photoemission electron microscopy (k-PEEM)was
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carried out using in order to explain the origin of the additional spec-
tral feature. The measurement provides the evidence of the evolution
of bulk bands at low temperature which is caused by the shift of the
chemical potential. The bulk sensitive HAXPES valence band spectra
are in perfect agreement with first principles calculations.

O 100.4 Fri 10:15 H15
Optical investigation of the three-dimensional Dirac semimet-
als CaMnBi; and SrMnBi; — eMicHa B. ScHiLLING!, ARTEM V.
ProNIN!, MarTIN DrEsseEL!, and Youcuo Sui? — 1. Physikalis-
ches Institut, Universitat Stuttgart, 70569 Stuttgart, Germany —
?Beijing National Laboratory for Condensed Matter Physics, Institute
of Physics, Chinese Academy of Sciences, 100190 Beijing, China

The interest in the measurements of optical conductivity in three-
dimensional Dirac semimetals is based on the recent theoretical studies
[1, 2], where the interband optical response of such systems has been
shown to be very peculiar. Namely, the real part of the interband
optical conductivity has been predicted to be linear in frequency with
the slope being related to the Fermi velocity of Dirac electrons.

We investigated the optical properties of the three-dimensional Dirac
semimetals CaMnBi2 and SrMnBis by means of Fourier-transform in-
frared spectroscopy. We measured the reflectivity over a frequency
range from 50 to 25000 cm ™! at different temperatures down to 10 K
and determined the optical conductivity from these measurements. In
the presentation, we will discuss our results on the optical conductivity
in comparison with theoretical predictions.

[1] P. Hosur, S. A. Parameswaran, and A. Vishwanath, Phys. Rev.
Lett. 108, 046602 (2012). [2] A. Bacsi and A. Virosztek, Phys. Rev.
B 87, 125425 (2013).

30 min. Coffee Break
O 100.5 Fri 11:00 H15

Optoelectronic dynamics in mnanocircuits based on the
topological insulator Bi2Te2Se — eMaRriaNa HeTTICH!, PauL
SEIFERT!, CurisToPH KasTL!, KRISTINA VAKLINOVAZ, MARKO
BuraHARD?, and ALEXANDER HoLLEITNER! — !Walter Schottky
Institut and Physik-Department, Technische Universitdt Miinchen,
Am Coulombwall 4a, D-85748 Garching, Germany Max-
Planck-Institut fiir Festkorperforschung, Heisenbergstrasse 1, D-70569

Stuttgart, Germany

We report on the optoelectronic dynamics in nanocircuits made of
the topological insulator Bi2Te2Se. An on-chip photocurrent pump-
probe spectroscopy based on coplanar striplines allows us to identify
the different ultrafast photocurrent mechanisms in topological insula-
tors with a picosecond time resolution. We discuss non-equilibrium
thermal effects as well as the circular photogalvanic current generation
as contributions to the overall photocurrent.

0 100.6 Fri 11:15 H15

Structural Study of Weak Topological Insulator Bi; Te; Films
on Si(111) grown by Molecular Beam Epitaxy — eMARTIN
Lanius!, Markus EscuBacu®, Ewa MryNczak!, JENS KELLNERZ,
Pika Gospoparic!, CuenewaNg N1ul, ELMAR NEUMANN!, MAR-
TINA LUYSBERG®, GREGOR MussLER!, Lukasz Prucinski!, GusTav
BinLMAYER!, STEFAN BLUGEL!, MARKUS MORGENSTERNZ, CLAUS
MicHAEL ScHNEIDER!, and DETLEV GRUTZMACHER! — 1 Peter Griin-
berg Institut, Forschungszentrum Jiilich, Germany — 2II. Institute of
Physics B and JARA-FIT, RWTH Aachen University, Aachen, Ger-
many — 3Ernst Ruska-Centre for Microscopy and Spectroskopy with

Electrons, Forschungszentrum Jiilich, Germany
‘We have studied the nucleation, growth process and structural compo-

sition of the weak topological insulator BiiTe; on Si(111) substrates
by STM and STEM. Bi;Te; is a superlattice of predicted 2D topo-
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logical insulating materials, one bilayer Bi and two BizxTes quintu-
ple layers per unit cell. The van der Waals growth mode of BijTe;
shows smooth surfaces and a supressed twin domain density. The thin
films from several nanometers thickness down to the nucleation regime
have been grown by molecular beam epitaxy. STEM measurements of
the grown films reveal a high crystalline perfection. Simulations and
ARPES measurements show 2D surface states originating from spin-
orbit coupling, depending in their structure on the surface termination.
Furthermore we will demonstrate the ability to grow n-p heterostruc-
tures of n-doped Bi;Te; with the p-doped strong TI SboTes.

O 100.7 Fri 11:30 HI15
Bi2Se3-based heterostructures including magnetic layers: the
case of n-QLs Bi2Se3 ontop of Mn-doped Bi2Se3 — elJ.
HonorLkal, M. Variska?, J. Warmuru3, M. Micuiarpi?, M.
Vonbracek!, A. S. Naankreu?, V. Howy?, M. Biancur?, G.
SPrRINGHOLZ®, V. SeEcHOVskY?, P. HormanN?, and J. WiEBE? —
Hnstitute of Physics, ASCR, Prague, CZ — 2Department of Con-
densed Matter, Charles University, Prague, CZ — 3INF, University of
Hamburg, Hamburg, DE — 4Department of Physics and Astronomy,
iNANO, University of Aarhus, Aarhus, DK — ®Institute of Semicon-
ductor Physics and Solid Solid State Physics, Johannes-Kepler Univer-
sity, Linz, AT
Interfaces between ferromagnetic and non-magnetic Bi2Se3 phases are
studied as a material platform to investigate the influence of spin de-
grees of freedom on 3D topological insulator (TI) properties.

An inverted geometry of n quintuple layers (QLs) Bi2Se3 ontop of
Mn-doped Bi2Se3 is achieved by molecular beam epitaxy for n=0 to
n=24 QLs and allows to unhamperedly monitor the development of
electronic and topological properties by surface sensitive key tech-
niques like angular resolved photoemission spectroscopy. A gap at

O 101: Overview Talk:

Time: Friday 13:15-14:00

Invited Talk O 101.1 Fri 13:15 S054
Ionic liquid surface science — eHANS-PETER STEINRUCK —
Lehrstuhl fiir Physikalische Chemie II, Universitiat Erlangen-Niirnberg

Tonic liquids (ILs) are molten salts with a melting point below 100
°C. They represent a new class of liquid materials with unique prop-
erty profiles originating from a complex interplay of Coulombic, hy-
drogen bonding, and van der Waals interactions of their ions. The
enormous variety of cation-anion combinations enables tuning of the
physico-chemical properties over a wide range. Functional groups can
be implemented in their chemical structure to adapt them for specific
tasks - such functionalized ILs are known as ’task-specific ionic liquids’.
Applications range from catalysis and organic synthesis to tribology,

164

the Dirac point is observed at small n, which is gradually filled with
increasing n. The Dirac point is fully reestablished at about n = 9
QLs. Band bending effects due to the proximity of the interface with
the ferromagnetic layers are discussed.

O 100.8 Fri 11:45 HI15
Observation of gapped surface states in the topological
regime of the quantum-phase transition in Bi-doped Pb-Sn-
Se (111) epitaxial films — eParTHA SARATHI MANDAL!, GUNTHER
SPRINGHOLZZ?, VALENTYN VOLOBUEV?, GUNTHER BAUER?, EVANGE-
Los Gorias!, ANDREI VARYKHALOV!, JAIME SA’NCHEZ-BARRIGA!,
and OLIVER RaDER! — 'Helmholtz-Zentrum Berlin fiir Materialien
und Energie, Berlin, Germany — 2Institut fiir Halbleiter und Festkor-
perphysik, Johannes Kepler Universitat, Linz, Austria

Topological crystalline insulators are believed to show a straight for-
ward and versatile connection between mirror symmetries and gap
opening at the surface Dirac points. Here we systematically stud-
ied the trivial-to-topological insulator phase transition [1] of the
Pbi_zSn;Se(111) surface grown by molecular beam epitaxy and using
angle-resolved photoemission spectorscopy (ARPES) under variation
of Sn concentration (10 to 28% ) and temperature. Differently from
the case of the (001) surface [2], we observe two types of Dirac cones
centered at T and M in the surface Brillouin zone. By comparing the
band structure of samples with fixed Sn concentration and different Bi
doping, we demonstrate the existence of gapped surface states within
the topological regime of the quantum-phase transition at low temper-
atures [1].

[1] Y. Ando and L. Fu Annual Review of Condensed Matter Physics
Vol. 6: 361-381 (2015). [2] Y. Tanaka, T. Shoman, K. Nakayama, S.
Souma, T. Sato, T. Takahashi, M. Novak, Kouji Segawa, and Yoichi
Ando PHYSICAL REVIEW B 88, 235126 (2013).

Hans-Peter Steinriick

Location: S054

protective coatings and gate dielectrics. In most cases, the interface
of the IL with its environment (gas, liquid, solid) plays an important
role. Therefore, knowledge about interface properties and their rela-
tion to the chemical structure is of pivotal importance for choosing the
right IL for a specific application. In contrast to most other liquids,
ionic liquids have a very low vapour pressure, and thus can be studied
with the methods of ultrahigh vacuum-based surface science. Thereby,
detailed information on their surface composition, on segregation and
enrichment effects, on the dissolution and reactivity of catalytically
active metal complexes, on the growth of ultrathin IL-layers, and even
on reactions in the liquid phase, can be obtained. Many of the derived
conclusions are considered representative for liquid surfaces in general.



