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Electron transport in beta-gallium oxide — eREBECCA L. PETERSON,
ZUMRAD KABILOVA, CAGLIYAN KURDAK

Deep level defects in bulk and epi-grown $-Ga203 — eLLASSE VINES
Indium Oxide and its surface electrons — a model system to study
gas interaction and metal/semiconductor junctions — eMARCEL Him-
MERLICH, THERESA BERTHOLD, JONAS MICHEL, SIMEON KATZER, STEFAN
KRISCHOK

Phonons and excitons in Ga;O3 polytypes — eMARKUS R. WAGNER
Infrared nanopolarimetric analysis of structure and anisotropy of thin
films — eKARSTEN HINRICHS, TIMUR SHAYKHUTDINOV

3D direct-write nanofabrication using an electron beam — eJASON
FowLkEs, ROBERT WINKLER, EvA MUuTUNGA, BRETT LEWIS, HARALD
PLANK, PHILIP RACK

Nanosuperconductivity with Focused Particle Beam Induced Deposi-
tion structures — eR0OsSA CORDOBA, JAVIER SESE, JOSE MARIA DE TERESA
Chemistry for ELectron-Induced NAnofabrication — ePETRA
SWIDEREK

The direct electron beam writing of plasmonic nanostructures —
oKATJA HOFLICH

Prospects of Engineering Chemistry and Electronic Character of In-
terfaces in Multifunctional (Bio)Organic-Inorganic Hybrids — eMARIA
LosurDoO

Coupling RF-driven acoustic wave devices with nanocavity optome-
chanics — eKKARTIK SRINIVASAN, MARCELO WU, MARCELO DAvANCO, KR-
ISHNA BALRAM

Quantum Spin-Mechanics with Color Centers in Diamond — eHAILIN
WANG

Acoustic Traps and Lattices for Electrons in Semiconductors — MAR-
TIN SCHUETZ, ¢ JOHANNES KNORZER, GEZA GIEDKE, LIEVEN VANDERSYPEN,
MiKHAIL LUKIN, IGNACIO CIRAC

Manipulating single electrons on the fly using a sound wave —
eCHRISTOPHER BAUERLE

Tunable Electronic Structures, Magnetism, and Axis-Dependent Con-
duction Polarity in Ge and Sn-based 2D Materials — ¢JOSHUA GOLD-
BERGER

Invited talks of the joint symposium SYID
See SYID for the full program of the symposium.
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Data driven R&D for
o ALESSANDRO CURIONI

Materials: Cognitive Discovery
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Rational design and synthesis of Pt-based catalysts for fuel cell ap-
plications — e¢YOUNAN XIA

2D, or not 2D? Materials discovery, data provenance, and workflow
reproducibility. — eNIiCOLA MARZARI

Generating and assessing data from combinatorial and high-
throughput experiments for the design of new materials — e ALFRED
Lubpwiac

Novel materials discovery: big-data-analytics methods and infras-
tructure for building maps of materials — eLLUCA GHIRINGHELLI
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See SYVC for the full program of the symposium.

SYVC 1.1
SYVC 1.2
SYVC 1.3

SYVC 14

SYVC 1.5

Wed
Wed
Wed

Wed

Wed

15:00-15:30
15:30-16:00
16:00-16:30

17:00-17:30

17:30-18:00

H 0105
H 0105
H 0105

H 0105

H 0105

Magneto-ionic control of interfacial magnetism — ¢ GEOFFREY BEACH
Ionic Control of Materials Beyond Interfaces — eDUSTIN GILBERT
Microscopic Mechanisms of Memristive Switching in Metal Oxides
— eRAINER WASER, STEPHAN MENZEL, REGINA DITTMANN

In-situ and operando SQUID magnetometry under electrochemical
control — eROLAND WURSCHUM, MARKUS GOSSLER, GREGOR KLINSER,
EvA-MARIA STEYSKAL, HEINZ KRENN

Reversible chemistry as a tool for dynamic control of physical prop-
erties — eROBERT KRUK, SUBHO DASGUPTA, Bljoy DAS, HORST HAHN

Invited talks of the joint symposium SYDM
See SYDM for the full program of the symposium.
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Bending, pulling, and cutting wrinkled two-dimensional materials
— oKIRILL BOLOTIN

Ultrafast valley and spin dynamics in single-layer transition metal
dichalcogenides — ¢ ALEJANDRO MOLINA-SANCHEZ

Interlayer excitons in layered semiconductor transition metal
dichalcogenides — eSTEFFEN MICHAELIS DE VASCONCELLOS

Exploring exciton physics in liquid-exfoliated 2D materials —
oCLAUDIA BACKES

A Progress Report on Electron Transport in MXenes; A New Fam-
ily of 2D Materials — eMICHEL BARSOUM

Invited talks of the joint symposium SYAM
See SYAM for the full program of the symposium.
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SYAM 1.2
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SYAM 1.4
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Sessions
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DS 2.1-2.14
DS 3.1-3.14

Fri ~ 9:30-10:00 H 0105 Bringing Dino-Birds to life — Synchrotron X-ray fluorescence and
Raman imaging of ancient materials — eUWE BERGMANN
Fri 10:00-10:30 H 0105 Linear and Nonlinear Optical Properties of Cultural Heritage Mate-
rials — eMARTA CASTILLEJO
Fri 10:30-11:00 H 0105 Morphology and topology of multiscale pore networks: Imaging
structural alteration and hydric invasion — ePIERRE LEVITZ
Fri 11:15-11:45 H 0105 Painting cracks: a way to reveal physical properties of matter —
eLLUDOVIC PAUCHARD
Fri 11:45-12:15 H 0105 Finite element analysis and biomechanical interpretation of fossil ma-
terial properties — eEMILY RAYFIELD
Mon  9:30-11:30 H 0111 Layer Properties: Electronic, Optical and Mechanical
Mon  9:30-13:15 H 2032 2D Materials: Session I (joint session DS/CPP/HL)
Mon  9:30-13:15 E 020 Oxide Semiconductors for Novel Devices (Focussed Session):

Session 1
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Focus Session: Frontiers of Electronic-Structure The-
ory: Correlated Electron Materials I (joint session
O/MM/DS/TT/CPP)

Layer Deposition (ALD, MBE, Sputtering, ...)

Thin Film Applications

Thin Film Properties: Structure, Morphology and Composi-
tion (XRD, TEM, XPS, SIMS, RBS, AFM, ...): Session I
2D materials (joint session HL/DS)

Focus Session: Frontiers of Electronic-Structure The-
ory: Correlated Electron Materials II (joint session
O/MM/DS/TT/CPP)

Oxide Semiconductors for Novel Devices (Focussed Session):
Session II

Thin Film Properties: Structure, Morphology and Composi-
tion (XRD, TEM, XPS, SIMS, RBS, AFM, ...): Session II
2D Materials: Session II (joint session DS/CPP /HL)

Oxide Semiconductors for Novel Devices (Focussed Session):
Session 111

Focus Session: Frontiers of Electronic-Structure The-
ory: Correlated Electron Materials III (joint session
O/MM/DS/TT/CPP)

Thermoelectric and Phase Change Materials

2D materials: Graphene and BN (joint session HL/DS)
Poster Session I

Optical Analysis of Thin Films (Reflection, Ellipsometry, Ra-
man, IR-DUV Spectroscopy, ...): Session I

Lithography I: Focused Electron Beam Induced Processing:
3D Nano-Printing for Material Science (Focussed Session):
Morning Session (joint session DS/KFM)

2D materials: Chalcogenides I (joint session HL/DS)

Focus Session: Frontiers of Electronic-Structure The-
ory: Correlated Electron Materials IV (joint session
O/MM/DS/TT/CPP)

Optical Analysis of Thin Films (Reflection, Ellipsometry, Ra-
man, IR-DUV Spectroscopy, ...): Session II
Lithography II: Focused Electron Beam Induced Processing:
3D Nano-Printing for Material Science (Focussed Session):
Afternoon Session (joint session DS/KFM)

Focus Session: Frontiers of Electronic-Structure The-
ory: Correlated Electron Materials V (joint session
O/MM/DS/TT/CPP)

Organic Thin Films, Organic-Inorganic Interfaces: Session I
(joint session DS/CPP)

Annual General Meeting of the Thin Films division

New Twists for Nanoquakes on a Chip - Emerging Applica-
tions of Surface Acoustic Waves in Condensed Matter Physics
(Focussed Session): Session I

2D materials: Chalcogenides II (joint session HL/DS)
Lithography III: Lithography and Structuring (joint session

KFM/DS)

Focus Session: Frontiers of Electronic-Structure The-
ory: Correlated Electron Materials VI (joint session
O/MM/DS/TT/CPP)

Poster Session II

Invited Talk: Michael Heuken (joint session HL/DS)

New Twists for Nanoquakes on a Chip - Emerging Applica-
tions of Surface Acoustic Waves in Condensed Matter Physics
(Focussed Session): Session II

Focus Session: Frontiers of Electronic-Structure The-
ory: Correlated Electron Materials VII (joint session
O/TT/MM/DS/CPP)
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15:00-18:10
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Lithography IV: Lithography and Structuring (joint session
KFM/DS)

Organic Thin Films, Organic-Inorganic Interfaces: Session II
(joint session DS/CPP)

2D Materials: Session III (joint session DS/CPP /HL)

Focus Session: Frontiers of Electronic-Structure The-
ory: Correlated Electron Materials VIII (joint session
O/TT/MM/DS/CPP)

Annual General Meeting of the Thin Films Division

Wednesday 18:30-19:30 H 0111
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DS 1: Layer Properties: Electronic, Optical and Mechanical

Time: Monday 9:30-11:30

DS 1.1 Mon 9:30 H 0111
Tuning the probability of defect formation via substrate
strains in SroFeMoOg films — WAHEED A. ADEAGBO!, e MARTIN
HorrFMANNZ, ARTHUR ERNnsT?3, WoLFRAM HERGERT!, MINNAMARI
SaLoAro?, and PETrRiNA Paturr* — lInstitute of Physics, Martin
Luther University Halle-Wittenberg, Germany — 2Institute for The-
oretical Physics, Johannes Kepler University Linz, Austria — 3Max
Planck Institute of Microstructure Physics, Halle, Germany — 4Wihuri
Physical Laboratory, Department of Physics and Astronomy, Univer-
sity of Turku, Finland

Since oxide materials like SrgFeMoOg are usually applied as thin films,
we studied the effect of biaxial strain, resulting from a potential sub-
strate, on the electronic and magnetic properties and, in particular, on
the formation energy of point defects. From our first-principles calcu-
lations, we determined that the probability of forming point defects —
like vacancies or substitutions — in SrgFeMoOg could be adjusted by
choosing a proper substrate. For example, the amount of anti-site dis-
order and oxygen vacancies can be reduced with compressive strain to
get purer SroFeMoOg as needed for spintronic applications, while the
formation of oxygen vacancies is more likely for tensile strain, which
improves the functionality of SroFeMoOg as basis material of solid ox-
ide fuel cells. Hence, this degree of freedom might offer in general an
additional possibility to tune the appearance of point defects besides
e.g. experimental growth conditions like temperature or gas pressure.

DS 1.2 Mon 9:45 H 0111
Disorder Control in Crystalline GeSbyTeys and its Impact on
Characteristic Length Scales — eMarTHiAs M. Dock!, ToBias
ScuAFER!, MARc PonLMANN!, CARL-FRIEDRICH ScHON!, HANNAH
Nienaus!, and MarTHIAS WuTTic!:2 — 11. Physikalisches Institut
(IA), RWTH Aachen University, 52056 Aachen, Germany — 2JARA-
FIT, RWTH Aachen University, Germany

Chalcogenides along the pseudobinary line between GeTe and SbaTes
(GST) are currently gaining much attention, since a number of in-
teresting properties is observed in this material group, which contains
phase-change materials, thermoelectrics, topological insulators and su-
perconductors. Phase-change materials from the GST system have re-
cently been reported to exhibit a disorder-induced metal-to-insulator
transition, which is not linked to the transition from the metastable
to the stable phase of this material. The MIT has been attributed to
the ordering of stoichiometric vacancies, which leads to charge carrier
delocalization. The current work is based on reports of a correlation
between vacancy layer formation in textured films and their electronic
transport properties. A systematic study of low temperature transport
in combination with highly textured GST thin films provides further
insights in the mechanisms of disorder induced charge carrier localiza-
tion. In this talk, the relationship between characteristic length scales
for atomic arrangement as well as electronic transport in the GST124
system will be elucidated. A comparative analysis of the results re-
veals the importance of vacancy ordering in this system, as well as the
insignificance of grain boundaries for the material’s properties.

DS 1.3 Mon 10:00 H 0111
2D protective films for lithium and sodium metal anodes —
HonczueN Tian', Zur W. Sen?, Ka1 Yan?, ZuongHENG Ful, PEnG
Tanc!, Yinagving Lu3, RutFENG ZHANG!, eDomiNik LecuT?, Y1
Cur®, and QIaNFAN ZHANG! — 1School of Materials Science and En-
gineering, Beihang University, Beijing 100191, China — 2Institute of
Materials Research and Engineering Agency for Science, Technology
and Research, Innovis, Singapore 138634, Singapore — 3State Key
Laboratory of Chemical Engineering College of Chemical and Bio-
logical Engineering Zhejiang University Hangzhou 310027, China —
4IT4Innovations Center, VSB-TU Ostrava, 17.listopadu 15, CZ 70833
Ostrava, Czech Republic — 5Department of Materials Science and En-
gineering, Stanford University, Stanford, CA 94305, USA

Rechargeable batteries based on lithium (sodium) metal anodes have
been attracting increasing attention due to their high capacity and en-
ergy density, but exhibit drawbacks, such as low Coulombic efficiency
and dendrites growth. Lay- ered materials have been used experimen-
tally as protective films (PFs) to address these issues. Here we use
first-principles calculations to determine the properties and feasibility
of various 2D layered PFs.It is found that the introduction of defect,

Location: H 0111

the increase in bond length, and the proximity effect by metal can
accelerate the transfer of Lit (Nat) ion and improve the ionic con-
ductivity, but all of them make negative influences on the stiffness of
materials. [1] H. Tian et al, Advan. Ene. Mat. 7, 1602528 (2017).
This work was supported by CSF grant No. 17-27790S and Path to
Exascale project No. CZ.02.1.01/0.0/0.0 /16 013/0001791.

DS 1.4 Mon 10:15 H 0111
Development of mirror coatings for gravitational wave de-
tectors — eLuUkAs TERKOwsKI!, JESSICA STEINLECHNER!2, DANIEL
AxManN', Jim Hougn?, IaIN MARTINZ, SHEILA RowaN?, and RoMAN
ScuNABEL! — lInstitut fiir Laser-Physik, Universitit Hamburg, Luru-
per Chaussee 149, Gebsude 69, 22761 Hamburg, Germany — 2SUPA,
School of Physics and Astronomy, University of Glasgow, Glasgow,
G12 8QQ, Scotland

Gravitational waves are ripples in space caused by massive, acceler-
ated objects in space. They were predicted by Einstein more than 100
years ago and first measured in 2015. When reaching their design sen-
sitivity, current gravitational-wave detectors - as well as all planned,
future detectors - will be limited, at their most sensitive frequencies,
by thermal noise from the highly-reflective mirror coatings.

To detect more, weaker gravitational waves from a wider range of
astrophysical sources, it is necessary to develop new coating materials.
Besides low thermal noise, there are also strong requirements on the
optical absorption and optical scattering of the coatings, which have
to be available in large sizes.

Due to low thermal noise, amorphous silicon seems to be a promis-
ing solution for a coating material. However, the optical absorption of
commercially available amorphous silicon is currently far higher than
the requirement. In this talk we will present our work on improving
the optical properties of amorphous silicon by optimizing deposition
parameters, to make future gravitational-wave detectors more sensi-
tive.

DS 1.5 Mon 10:30 H 0111
Quantitative AM-FM Mode for Fast, Versatile Imaging
of Nanoscale Elastic Modulus — eFLORIAN JOHANN, ROGER
ProkscH, MarTA Kocun, and TeEp LiMpoco — Oxford Instruments
(Asylum Research), Santa Barbara, USA

Nanoscale information on mechanical properties is critical for many
advanced materials and nanotechnology applications. Atomic Force
Microscopy (AFM) techniques for probing mechanical properties of
samples in the nanometer range have emerged over the past decades.

Amplitude-modulated AFM (AM-AFM), also known as tapping
mode, is a proven, reliable and gentle imaging method with widespread
applications. Previously, the contrast in AM-AFM has been difficult
to quantify. Here, we introduce AM-FM imaging, which combines the
features and benefits of normal tapping mode with quantitative and
high sensitivity of frequency modulated (FM) mode. Briefly, the to-
pographic feedback operates in AM mode while the second resonant
mode drive frequency is adjusted on resonance. With this approach,
frequency feedback and topographic feedback are decoupled, allowing
much more stable, robust operation. The FM image returns a quanti-
tative value of the frequency shift that depends on the sample stiffness
and can be applied to a variety of physical models.

DS 1.6 Mon 10:45 H 0111
Layer specific observation of the slow thermal equilibra-
tion in ultrathin metallicnanolayers by femtosecond x-
ray diffraction — JAN-ETIENNE PUDELL!, ALEXEY MAZNEVZ,
Marc Herzoc!, MarTHIAS KRONSEDERS, CHRISTIAN BAck®, GRE-
GORY MALINOWSKI?, @ALEXANDER vON REPPERT!, and MaTias
BarcHEERD® — lnstitut fiir Physik und Astronomie, Universitit
Potsdam, Potsdam, Germany — 2Department of Chemistry, Mas-
sachusetts Institute of Technology, Massachusetts, USA — 3Institut
fiir Experimentelle und Angewandte Physik, Universitédt Regensburg,
Germany — *Institut Jean Lamour (UMR, CNRS 7198), Université
Lorraine, Nancy, France — °Helmholtz-Zentrum Berlin, Berlin, Ger-

many
We study the ultrafast response of nanometric layers of Gold (Au) on

Nickel (Ni) upon optical excitation with femtosecond laser pulses by
ultrafast x-ray diffraction (UXRD). We show the experimental results
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obtained by exciting a 12 nm Ni film through a 5 nm Au film by 800 nm
pulses with about 50 fs pulse duration. Although the pump pulse im-
pinges on Au, the initially deposited energy is essentially transferred to
the Ni lattice due to its much larger electron phonon-coupling constant.
The most surprising result is the very slow heat transport from Ni into
the Au lattice. The Au lattice temperature reaches its maximum only
after 80 ps, although bulk heat conductivity estimates would predict
less than 1 ps to equilibrate the temperatures of the two ultrathin
metal layers. UXRD thus represents a formidable experimental probe
to support theoretical developments in nanoscale thermal transport.

DS 1.7 Mon 11:00 H 0111
Revealing Charge Redistribution at Hybrid Interfaces by

DRS — eTiNno MEIseL!, MARCEL GawEek!, MINO SPARENBERG!,
SERGEY Saporev!, OrLivEr Benson!, Ewmi. J. W. LisT-
KrarocuviL}2, and SyLke BLumsTENGELY2 — lInstitute of Physics,

Humboldt University Berlin — 2Institute of Chemistry, Humboldt Uni-
versity Berlin

Hybrid inorganic/organic systems (HIOS) combining functional con-
jugated molecules and inorganic semiconductors are promising candi-
dates for opto-electronic devices such as photovoltaic cells and light
emitting diodes. For these applications understanding of the inter-
facial electronic structure plays a key role. In this work we present
differential reflectance spectroscopy (DRS) as a novel experimental
tool to reveal ground state charge transfer at hybrid interfaces. As
prototypical HIOS conjugated molecules (ladder-type quaterphenyl
(L4P), NTCDA, F6TCNNQ) were deposited on top of epitaxial ZnO
via molecular beam deposition and DRS was conducted in real time
in the course of the organic layer growth. Two types of HIOS in-
terfaces will be discussed: (i) HIOS with negligible interfacial charge
transfer (L4P/ZnO). In this case the DR spectra can simply be mod-

DS 2: 2D Materials: Session |

Time: Monday 9:30-13:15

DS 2.1 Mon 9:30 H 2032
Graphene nanoribbon: electronic band structure, doping and
Raman fingerprints — eBoRis SENKOVSKIY!, DMITRY UsAcHOVZ,
ALEXANDER FEDOROV?3, GIANNI PROFETA?, DANNY HABERER®, FE-
Lix FiscHER®?, and ALEXANDER GRrUNEIs! — 1II. Institute of Physics,
University of Cologne, Cologne, Germany — 2St. Petersburg State
University, St. Petersburg,Russia — 3IFW-Dresden, Dresden, Ger-
many — *Department of Physical and Chemical Sciences and SPIN-
CNR, University of L’ Aquila , Coppito, Italy — 5Department of Chem-
istry, University of California at Berkeley, Berkeley, USA

We present the state-of-the-art studies of atomically precise graphene
nanoribbons (GNRs) synthesized using on-surface assisted molecular
assembly. Using angle-resolved photoemission spectroscopy (ARPES),
we obtain the band structure of pristine and boron-doped armchair
GNRs of N=7 carbon atoms width. ARPES maps in the full 2D mo-
mentum space visualize each sub-band of quasi-1D GNRs and allow to
extract effective masses, charge carrier velocities and sub-band energy
offsets. Vibration properties of GNRs are probed in-situ by ultra-high
vacuum Raman setup. We show how the periodically incorporated
boron atoms affect the band structure and the Raman-active modes
of GNRs. Particularly, in doped nanoribbons the effective mass of
charge carriers is ~2 times smaller and the peculiar Raman modes are
red-shifted and doubled regarding to the pristine system.

[1] Senkovskiy et al. Adv. Electron. Mater. 2017.

[2] Senkovskiy et al. Nano Lett., 2017.

[3] Senkovskiy et al. Phys. Status Solidi RRL, 2017.

DS 2.2 Mon 9:45 H 2032
Valley spin lifetimes reaching 100 ns in monolayer MoSe2
at room temperature — eMaxiMILIAN HEITHOFF, MANFRED ERs-
FELD, FRANK VOLMER, ROBIN DE WINTER, CHRISTOPH STAMPFER,
and BERND BEscHOTEN — 2nd Institute of Physics and JARA-FIT,
RWTH Aachen University, 52074 Aachen, Germany

We present time-resolved Kerr-rotation measurements on a monolayer
of MoSeg revealing spin lifetimes up to 100 ns at room temperature.
This extraordinary long-lived spin signal only weakly depends on tem-
perature between 60 K and 300 K. At lower temperatures, it gets
masked by an additional spin signal with significantly larger ampli-

elled using the dielectric functions of the individual layers. (ii) HIOS
with ground state charge transfer at the interface (F6TCNNQ/ZnO,
NTCDA /ZnO). Here, the dielectric function of ZnO is significantly al-
tered by the interaction with the molecules which causes a character-
istic fingerprint in the DR spectra. DRS is thus viable tool to uncover
interfacial charge carrier redistribution at HIOS interfaces.

DS 1.8 Mon 11:15 H 0111
Non-degenerate valleys in transition metal layered WSy —
eOMAR MEssaoupih?, JULEN IBANEZ- Azpiroz2, and SAMIR Lounis?
— 1Université Mouloud Mammeri de Tizi Ouzou, Tizi Ouzou, Algeria
— 2Peter Griinberg Institut and Institute for Advanced Simulation,
Forschungszentrum Jiilich & JARA, D-52425 Jiilich, Germany

We present a comparative first principles investigation of the electronic
properties of monolayer WS2 coated with an overlayer of a transition
metal (Fe, Co, Mn). Fe outstands as the most prominent candidate
where our ab initio calculations reveal that the system is a half-metallic
ferromagnet with a gap of 1 eV for the majority spin channel. Fur-
thermore, the combined effect of time-reversal symmetry breaking, due
to the magnetic Fe overlayer, and the large spin-orbit coupling in-
duced by W gives rise to non-degenerate K and Kx valleys. This has
a tremendous impact on the excited state properties induced by ex-
ternally applied circularly polarized light. Our analysis demonstrates
that the latter induces a singular hot spot structure of the transition
probability around the K and Ksx* valleys for right and left circular po-
larization, respectively. We trace back the emergence of this remark-
able effect to the strong momentum dependent spin-noncollinearity of
the valence band involved. As a main consequence, a strong valley-
selective magnetic circular dichroism is obtained, making this system
a prime candidate for spintronics and photonics applications.

(joint session DS/CPP/HL)
Location: H 2032

tude but shorter spin lifetimes reaching 8 ns. The latter spin signal
exhibits a Kerr resonance which coincides with the photoluminescence
spectrum from neutral and charged excitons showing that the spin
dynamics at low temperatures are dominated by excitonic effects. In
contrast, the long-lived spin signal at higher temperatures shows no
resonance in the energy regime of the excitons. The absence of such
resonance combined with the long spin lifetimes at room temperature
is expected if the spin dynamics at elevated temperatures are not domi-
nated by excitonic effects but by a polarization of resident holes, which
is protected even at room temperature due to the large spin splitting
in the valence bands of transition metal dichalcogenides.

DS 2.3 Mon 10:00 H 2032
Ultra-high vacuum Raman spectroscopy of Cs doped mono-
layer graphene — eMAaRTIN HELL, BORIS SENKOVSKIY, JOSHUA
HavL, THOMAS MICHELY, and ALEXANDER GRUNEIS — II. Physikalis-
che Institut, Universitit zu Koln

We show that ultra-high vacuum (UHV) Raman spectroscopy is a valu-
able tool for in-situ characterization of epitaxial graphene on Ir(111)
regarding strain, defects and doping level. We study the Cs doping in-
duced changes in the Raman spectrum of epitaxial monolayer graphene
for 2x2 and v/3x+v/3 Cs adsorption geometries for exciting laser energies
in a wide range (325nm to 633nm). The combined effects of lattice
expansion and dynamic effects lead to characteristic changes in the
Raman spectrum that allow us to identify the charge transfer and the
electron-phonon coupling strength from the position, width and asym-
metry of the G band Raman line. The electronic and structural char-
acterization of Cs doped graphene is complemented by angle-resolved
photoemission measurements and scanning tunneling microscopy on
identically prepared samples. The high energy resolution of Raman
(~1 wavenumber) allows for a precise determination of temperature
induced strain of epitaxial graphene. Finally, we will show new re-
sults regarding the UHV Raman and luminescence characterization of
transition metal dichalcogenides grown on graphene/Ir(111).

DS 2.4 Mon 10:15 H 2032
Raman spectroscopy of misfit layer compound nanotubes
from CrS; and TaS; — eFELIX KaMPMANN!2, DALIT STOLOVAS?,

LErELA S. PaANcHAKARLA®, GAL Rapovsky?, CHRISTIAN THOMSENZ,
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ResHEr TENNE®, and JANINA MaurrzscH? — lInstitut fiir Fes-
tkérperphysik, TU Berlin, Berlin, Germany — 2Institut fiir Physik
der Kondensierten Materie, FAU Erlangen-Niirnberg, 91058 Erlangen,
Germany — 3Department of Materials and Interfaces, Weizmann In-
stitute of Science, Rehovot, Israel

Misfit layer compounds (MLC) offer an interesting approach towards
synthesis of novel one-dimensional nanostructures and two-dimensional
materials. Understanding their structure and their physical properties
has been subject to intense scientific research. The MLCs described
by the formula MX-TXs consist of a transition metal dichalcogenide
(TMD) layer TX2 and an intercalation layer MX with distorted rock-
salt structure. Here M denotes a metal, X is one of the elements S or
Se, and T is of the group of transition metals.

In our study the TMD layer CrSa or TaS» is intercalated by either
LaS-, CeS- or GdS- layers. Upon formation of the MLC charge trans-
fer between the sublayers and deformation of the intercalation layer
stabilize the otherwise metastable CrSe. Due to the misfit between
the sublayers in at least one direction and the seaming of dangling
bonds at the rim atoms, the synthesis of nanotubes and -scrolls is fa-
vored. We investigate the vibrational properties of MLC nanotubes
via Raman spectroscopy and discuss the results regarding previously
published TEM methods.

DS 2.5 Mon 10:30 H 2032
Photoluminescence study of MoS2 monolayers integrated
with photonic nanostructures — eRAJESHKUMAR MUPPARAPU!,
Tosias BucHer!, ANTONY GEORGE2?, FRANK SETZPFANDT!,
Tuaomas Perrscu!, ANDREY TURCHANIN?, and ISABELLE STAUDE!
— Mnstitute of Applied Physics, Abbe Center of Photonics, Friedrich
Schiller University Jena, 07745 Jena, Germany — 2Institute of Physi-

cal Chemistry, Friedrich Schiller University Jena, 07743 Jena, Germany

Interaction of light with MoS2 monolayers can be enhanced by inte-
grating them with resonant nanostructures [1], and such interaction
allows to manipulate their photoluminescence (PL) directionality and
polarization. Here, we investigated the PL properties of MoS2 mono-
layers integrated with resonant Silicon nanostructures [2| to explore
the behavior of PL and valley polarization. Experiments performed on
MoSs-nanostructures reveal a significant PL enhancement [3], domi-
nantly due to the local strain rather than Purcell enhancement. We
further studied the valley polarization of MoSy flakes under different
locally modified environments.

References:
[1]. S. Butun, et al., Nano Lett., 2015, 15, 2700-2704.
[2]. M. Decker, I. Staude, J. Opt. 18, 103001 (2016).
[3]. T. Bucher, et al., CLEO/Europe-EQEC 2017, Munich, EI-4.5,
(2017).

DS 2.6 Mon 10:45 H 2032
luminescence at defects in h-BN : excitons at stacking faults
and single photon emitters — ¢ ALBERTO ZOBELLI, RoMAIN BouRr-
RELLIER, SOPHIE MEURET, MICHELE AMATO, ODILE STEPHAN, Luiz
Trizel, and MaTHIEU Kociak — Laboratoire de Physique des Solides,
University of Paris-Sud, CNRS, Orsay, France

h-BN is a promising material for optical application due to a strong
exciton in the far UV and bright and stable defect emissions. Here
we investigate the spatial localization at the nanometric scale of de-
fects lines in this rich emission spectrum by employing an original
cathodoluminescence system (nano-CL) integrated within a scanning
transmission electron microscope. We show that high energy emissions
are related to crystal folds leading to local changes of the layer stack-
ing order which promote additional excitons. Furthermore, middle
band gap emissions present a high spatial localization (780 nm) and a
typical zero-phonon line plus phonon replica spectroscopic signature,
indicating a point defect origin. Finally, by combining our nano-CL
system with an Hanbury Brown and Twiss (HBT) interferometer we
identify a new bright and stable single photon emitter in the far UV.

DS 2.7 Mon 11:00 H 2032

Density-functional perturbation theory for gated 2D het-
erostructures — eTHIBAULT SoHIER!, MARco GIBERTINI!, NIcOLA
Marzari!, MaTTEo CarLanpra?, and FraNcEsco MAur®? —
ITHEOS and MARVEL, Ecole Polytechnique Fédérale de Lausanne,
Lausanne, Switzerland — 2IMPMC, CNRS, Université Pierre et Marie
Curie, Paris, France — 3Departimento di Fisica, Universitad di Roma

La Sapienza, Roma, Italy

The ability to perform first-principles calculations of phonons and

electron-phonon interactions in gated 2D heterostructures is crucial
to the understanding and design of next-generation devices. Yet, stan-
dard methods relying on 3D periodic-boundary conditions fail to prop-
erly account for the consequences of dimensionality and the field-effect
on electron-phonon physics. Here we present an implementation of
density-functional perturbation theory using open boundary conditions
adequate to the simulation of 2D systems, and with the possibility to
add charged planes to emulate the doping of the slab via field-effect.
We first illustrate the importance of working in the correct 2D frame-
work with the study of long-wavelength phonons in polar materials,
focusing on two mechanisms relevant for the performances of electronic
devices: the Frohlich interaction and the LO-TO splitting. Second, we
address the consequences of the field-effect setup by looking at flexural
phonons and their coupling to electrons in gated graphene. We observe
that unlike isolated graphene, the coupling with flexural phonons in
gated graphene is not forbidden by symmetry, but it is strongly sup-
pressed by electronic screening.

15 min. break.

DS 2.8 Mon 11:30 H 2032

Spectroscopic characterization of the silicene multi-layer

phase on Ag(111) — eDMYTRO SOLONENKO!, SANDHYA
CuanDpoLA2, EUGEN SpPEISER2, NoOrRBERT Esser?, DieTricH R.T.
ZanuN', and Patrick VoaT! — !Semiconductor Physics, Chemnitz

University of Technology, D-09107 Chemnitz, Germany — 2Leibniz-
Institut fiir Analytische Wissenschaften-ISAS-e.V., 12489 Berlin, Ger-

many

The formation of so-called “multi-layer silicene” has been suggested to
form for supramonolayer Si coverages on Ag(111)[1], but its nature is
still controversially discussed including silicene multi-layers, bilayers or
Ag-mediated growth of bulk Si with a Ag-terminated (v/3 x v/3)R30°
reconstruction|2]. However, the experimental results which were shown
so far do not allow an unequivocal assignment of this phase to any of
the suggested structures. In order to retrieve the structural proper-
ties of this (\/g X \/§)R30° structure, we carried out an in situ Raman
spectroscopy study varying the Si coverage (up to 10 monolayers). Our
results show a unique spectral signature, which does not bear any re-
semblance to monolayer epitaxial silicene[3]. We compare the Raman
results to those for the (v/3 x v/3)R30° Ag/Si(111) system, yielding the
similarities in terms of the overall number of spectral bands and their
positions but also suggests fundamental differences, hinting towards
the formation of a Si bilayer.

[1] Vogt, P., et al., Appl. Phys. Lett. 104, 021602 (2014). 2] Boren-
sztein, Y., et al., Phys. Rev. B 92, 155407 (2015). [3]| Solonenko, D.,
et al., 2D Mat. 4, 015008 (2017).

DS 2.9 Mon 11:45 H 2032
Frictional anisotropy of MoS2 studied with molecular dynam-
ics simulations — eVicTor CLaERBoOUT!, Tomas Porcar!-2, and
Paoro Nicorint! — 1Czech Technical University in Prague, Prague,
Czech Republic — 2nCATS, University of Southampton, Southamp-
ton, United Kingdom

Transition metal dichalcogenides are considered to be among the best
solid lubricants due to their lamellar structure. Tribological research
focused upon molybdenum disulfide has revealed its super low friction
behavior [1]. However, a full understanding of the mechanism behind
this behavior remains lacking. In this contribution we aim to elucidate
the phenomena taking place at the nanoscale when two commensurate
layers of molybdenum disulfide slide one atop of another. In particu-
lar, by means of molecular dynamics simulations, we studied the effect
of sliding anisotropy [2] (i.e., the changing frictional behavior upon
varying the sliding angle of two commensurate layers) on the energy
dissipation due to friction. We simulated different sliding conditions
(varying e.g. normal load, sliding speed and system temperature) in
order to highlight their effect on the lubricating properties. These
results will help on the one hand to identify the fundamental mecha-
nisms that govern friction at an atomistic level, as well as providing
guidelines for the design of novel layered materials with improved tri-
bological properties.

[1] J.M. Martin et al., Phys. Rev. B, 48, 10583(R) (1993). [2]
Onodera et al., J. Phys. Chem. B, 114, 15832 (2010).

DS 2.10 Mon 12:00 H 2032
Structural changes and phase stability of Ti doped MoS;
monolayers — e ANDREA SILvA, ToMmas PoLcARr, ONDREJ HOVORKA,
and DENis KrRAMER — Faculty of Engineering and Environment, Uni-
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versity of Southampton, SO17 1BJ Southampton, United Kingdom

The discovery of graphene and its remarkable properties has renewed
interest in inorganic materials and drawn attention to two-dimensional
systems. Transition metal dichalcogenides (TMDs) have been known
for decades in industry, but only recently their graphite-like layered
structure has renewed academic interest. Quantum confinement in
the monolayers yields different electronic properties compared to bulk
counterparts. Moreover, TMDs are more chemically versatile than
graphene, allowing easy functionalization of the layers [1]. Under-
standing the doping possibilities for TMDs is a key step in exploiting
their potential.

In this study, we focus on the Ti doped MoSs TMD, a recently
proposed new material with enhanced tribological properties [2].

In order to address the challenging task of determining the phase-
stability of a new compound, we map energy landscapes obtained with
DFT onto a cluster-expansion hamiltonian and iteratively search for
low energy orderings of the atoms inside the given host. This method-
ology allows us to explore the Ti-Mo-S phase space and determine
doping possibilities leading to stable phases of the form TizMoj_4S2,
quantify miscibility gaps and thermodynamic competition with ternary
oxides.

[1] M. Chhowalla et al., Nat. Chem. 5, 263 (2013).

[2] A. Cammarata and T. Polcar, Inorg. Chem. 54, 5739 (2015).

DS 2.11 Mon 12:15 H 2032
Resonance profiles of valley polarization in single-layer MoS2
and MoSe; — eHaNs TorNATzKY!, RoLaND GILLEN!2, ANNE-
Marie Kavrrrz!, and Janina Maurrzscul:2 — llnstitut fiir Fes-
tkorperphysik, TU Berlin, Germany — 2Department Physik, Friedrich-
Alexander-Universitat Erlangen-Niirnberg, Germany

Transition metal dichalcogenides (TMDCs) attract a lot of interest due
to their unique properties, such as the repeatedly investigated strong
photoluminescence from the direct gap in few layered samples. Fur-
thermore, TMDCs have recently become promising materials for spin-
and valleytronics as circular polarized excitation leads to the genera-
tion of electron-hole-pairs with distinct spin at either K or K* points
in the Brillouin zone. However, questions remain unanswered about
the mechanisms of the scattering processes.

In this talk we present photoluminescence measurements with dif-
ferent excitation energies on single-layer MoSo and MoSes in order to
examine the resonance behavior of the conservation of circular polar-
ization in these TMDCs. We find that the circular polarization of the
emitted light is conserved to 100 % in MoS2 and 84 %/79% (A/A~
peaks) in MoSes close to resonance. The values for MoSez surpass any
previously reported value. However, in contrast to previous predic-
tions, the degree of circular polarization decreases clearly at energies
less than the 2 LA phonon energy above the resonance.

Our findings indicate that at least two competing processes un-
derly the depolarization of the emission in single-layer transition metal
dichalcogenides.

DS 2.12 Mon 12:30 H 2032
Defect mediated phase transformation of two-dimensional
2H-MoTe2 to the distorted 1T’-MoTe2 — oTiBoR LEHNERT!,
Masp!r GHORBANI-AsL2, Janis KosTer!, HANNU-PEKkA Kowmsa3,
ArkaDY KrasueNINNIKOVZ:3, and Utk Kaiser! — l!Electron Mi-
croscopy Group of Materials Science, University of Ulm, Ulm 89081,
Germany — 2Institute of Ion Beam Physics and Materials Research,
Helmholtz-Zentrum Dresden-Rossendorf, Dresden 01328, Germany —
3Department of Applied Physics, Aalto University, P.O. Box 11100,
00076 Aalto, Finland

We applied the newly developed Cc-and Cs-corrected SALVE (Sub-

Angstrom Low-Voltage Electron Microscopy)[1] instrument, to study
the dynamics of extended defects in single-layer 2H-MoTe2. In par-
ticular we report atom by atom on the transformation of an area in
single-layer MoTe2 from the semiconducting 2H to the distorted and
metallic 1T* phase, starting with a single vacancy line of missing Te
atoms. We find that the size of the transformed area is defined by
the length of the single vacancy line. First-principles calculations are
performed to understand the transformation’s driving forces.
[1] www.salve-project.de

DS 2.13 Mon 12:45 H 2032
Excitonic transitions in heterostructured Mo and W transi-
tion metal dichalcogenides from first principles — eRoLAND
GiILLEN and JANINA MaurLtzscH — Department of Physics, Friedrich-
Alexander-Universitat Erlangen-Niirnberg, Erlangen, Germany

Novel two-dimensional materials from the group of layered transition
metal dichalcogenides (TMDC) attract scientific interest for their un-
usual physical properties, such as their strong optical response. Two
ways to tailor the electronic and optical properties are (i) the com-
bination of different TMDCs to form lateral and stacked heterostruc-
tures and (ii) creation of alloys containing different metal or chalcogen
atoms. Recent experiments have suggested long-lived interlayer exci-
tons in stacked heterostructures, with spatial separation of electrons
and holes across the layers, allowing for exploitation in solar cells.

Based on recent work [1,2], we show the theoretical absorption spec-
tra of bilayer MoSea-WSe2 and MoS2-WSes heterostructures from so-
lution of the excitonic Bethe-Salpeter equation with GW quasiparticle
corrections and inclusion of spin-orbit-coupling. In accordance with
experimental observations, we find contributions related to interlayer
excitons below the absorption onset of the monolayer materials. Our
calculations allow us to estimate the binding energy of these electron-
hole pairs to be on the order of 0.2 €V for both studied heterostructures.
We will further show recent calculations of the absorption spectra of
alloyed MoWS2 materials.

[1] Gillen et al., IEEE JSTQE 23, 1 (2017), [2] Gillen et al., in
preparation

DS 2.14 Mon 13:00 H 2032
Suppression of inhomogeneous broadening of excitons and

trions in encapsulated MoSe; monolayers — eMax WALDHERR!,

JacoB Gobpparp!, NiLs Lunpr!, SErFaATTIN ToNcavy?, KENJI
WaTaNABE®, Takasur TanicucHr®, Sven HorLing'4, and CHris-
TIAN SCHNEIDER! — !Technische Physik, Physikalisches Institut and
Wilhelm Conrad Rontgen Research Center for Complex Material Sys-
tems, Universitat Wiirzburg, Am Hubland, 97074 Wiirzburg, Germany
— 2School for Engineering of Matter, Transport, and Energy, Arizona
State University, Tempe, Arizona 85287, USA — 3National Institute
for Materials Science, 1-1 Namiki, Tsukuba 305-0044, Japan — 4SUPA,
School of Physics and Astronomy, University of St Andrews, St An-
drews, KY16 9SS, United Kingdom

Two-dimensional transition metal dichalcogenides offer a rich platform
for the investigation of light-matter coupling effects due to unique
effects such as spin-valley locking. In the monolayer limit the op-
tical properties of these materials are highly sensitive to surface ef-
fects, hence the exciton and trion resonances undergo inhomogeneous
broadening by surface impurities. We present a method to reduce
the linewidth of these resonances involving encapsulation between two
ultra-thin hexagonal boron nitride layers and thermal annealing in
an argon-hydrogen atmosphere. With this technique inhomogeneous
broadening is suppressed effectively which manifests in a Lorentzian
line shape and improved optical quality. Moreover, the spectral weight
of the exciton increases and the linewidths of the exciton and trion re-
duce to 2.9 and 2.4 meV, respectively.
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DS 3: Oxide Semiconductors for Novel Devices (Focussed Session): Session |

The class of semiconducting oxides includes low temperature processed amorphous thin films for bend-
able electronics and display technology as well as highly crystalline materials such as the wide band
group-III sesquioxides being interesting for UV and DUV photo sensors, power electronics and even
memristors. This session sets a focus on physical properties of such oxides, their growth methods and
heterostructures for demonstrator devices. This focus session is supported by the Leibniz ScienceCampus

GraFOx.
Organized by

Dr. Karsten Fleischer School of Physics, Trinity College Dublin, the University of Dublin Dublin 2,

Ireland

Dr. Holger von Wenckstern Universitdt Leipzig Felix-Bloch-Institut fiir Festkorperphysik Halbleiter-

physik Linnéstrafte 5 04103 Leipzig, Germany

Prof. Dr. rer. nat. Holger Eisele Experimental Physics Technische Universitidt Berlin Department for
Mathematics and Science Institute of Solid State Physics Hardenbergstr. 36, Sekr. EW 4-1, D-10623

Berlin, Germany

Dr. Oliver Bierwagen Paul-Drude-Institut fiir Festkorperelektronik (PDI) Hausvogteiplatz 5-7 10117

Berlin, Germany

Time: Monday 9:30-13:15

DS 3.1 Mon 9:30 E 020
Switching kinetics of VCM-based resistive memories at ultra-

fast time scales — eMoORITZ VON WITZLEBEN', VIKTOR HAVEL!,

KarsTEN FLEck!, ANDREAs KINDSMULLER!, RAINER WaserD?2,
STEPHAN MENZEL2, and ULricE BOTTGER! — lInstitut fiir Werk-
stoffe der Elektrotechnik II, RWTH Aachen University, 52064 Aachen,
Germany — 2Peter Griinberg Institut (PGI 7), Forschungszentrum

Jiilich, 52425 Jiilich, Germany

Redox-based resistive memories (ReRAM) are likely to overcome the
challenges that nowadays memories are facing as they show auspicious
properties regarding switching times, scaling, retention and endurance.
For their application, fast switching times are mandatory for the writ-
ing process whereas their resistive state must be retained during many
read-out operations. This issue is known as voltage-time dilemma and
can be overcome by an extremely nonlinear correlation between the
switching time and the applied voltage. Therefore, the switching ki-
netics of Pt/TagOs/Ta and Pt/ZrO2/Ta VCM cells are measured over
almost 15 orders of magnitude between 104 s and 120 ps. The ReRAM
cells were incorporated in coplanar waveguide (CPW) structures to
provide proper impedance matching at the contact surfaces. Our re-
sults indicate that the voltage-time dilemma can be addressed with
VCM cells. Furthermore, the switching kinetics at time scales below
10 ns are not limited by conduction mechanisms or electrochemical
reactions in the oxide layer or at its interfaces, but RC times play a
decisive role due to the capacities of the CPW structure.

DS 3.2 Mon 9:45 E 020
Memsensors: How to design devices with enhanced capa-
bilities in neuromorphic engineering — ®ALEXANDER VAHL!,
JURGEN CARSTENSEN?, SOREN Kaps?, OLec Lupan?, THOMAS
STRUNSKUS!, RAINER ADELUNG?, and FrRaNz FauprL! — ! Christian-
Albrechts University at Kiel, Institute for Materials Science, Chair for
Multicomponent Materials, Kaiserstr. 2, 24143, Kiel, Germany —
2Christian-Albrechts University at Kiel, Institute for Materials Sci-
ence, Chair for Functional Nano Materials, Kaiserstr. 2, 24143 Kiel,
Germany

Memsensors are a class of devices combining resistive switching and
sensing properties. Apart from their inherited properties, pinched I-
V hysteresis and stimulus dependent resistivity, memsensors have the
capability to adapt to an external stimulus. This adaptation shows
striking similarities to adaptation in biological neuronal systems, mak-
ing memsensors ideal candidates for applications in neuromorphic en-
gineering. In addition, the resistive switching is strongly dependent
on the external stimulus. We propose a simple equivalent circuit con-
taining two memristors, one in parallel and one in series to a linear
sensor. This model allows to understand a multitude of experimental
findings and implies a large predictive power for further optimization
of memsensing devices and their application in neuromorphic engineer-
ing. Based on the model and experimental findings we propose design
rules for memsensors that will facilitate further research on memsen-

Location: E 020

sitive systems.

DS 3.3 Mon 10:00 E 020
Defect Investigation of CuBi2O4 Photocathodes for Solar Wa-
ter Splitting — eMICHAEL SAHRE, MARLENE LAMERS, MATTHIAS
MULLER, Farwa F. ABpI, and RoEL vAN DE KroL — Institute for
Solar Fuels, Helmholtz-Zentrum Berlin, Berlin, Germany

The rise of global warming requires the development of novel sustain-
able carbon-free energy sources. One promising method is by directly
converting water into hydrogen and oxygen using sunlight; the pro-
cess is usually called "solar water splitting". In such process, a semi-
conductor is used to absorb the light, separate the photo-generated
charge carriers, and produce hydrogen and/or oxygen on its surface.
A promising candidate as the semiconductor is CuBi2O4 due to its
suitable bandgap of 1.8 eV (theoretical solar-to-hydrogen efficiency of
24 %) and favorable band positions.[!:2] However, poor charge carrier
transport and surface charge transfer limit the photocurrent.2!

In this work, we attempt to alleviate the above-mentioned limita-
tions by modulating the defects in CuBizO4 thin films through various
annealing conditions. Time resolved microwave conductivity measure-
ments show an improved charge carrier transport after the high tem-
perature annealing. Simultaneously, this treatment leads to a surface
modification and enhanced electron transfer from the semiconductor
into the electrolyte, so that the AM1.5 photocurrent is significantly
increased. The interplay between the annealing condition, defect for-
mation and photoelectrochemical performance will be discussed.

[1] Chen et al., J. Mater. Res. 25 (2010) 3

[2] Berglund et al., Chem. Mater. 28 (2016) 4231

DS 3.4 Mon 10:15 E 020
A pulsed laser deposition technique to control the composi-
tion of ternary thin films in growth direction demonstrated on
the MgxZn;_«O alloy — eMax KNEISz, PHILIPP STORM, GABRIELE
BeNNDORF, HOLGER VON WENCKSTERN, and MARIUS GRUNDMANN —
Universitat Leipzig, Felix-Bloch-Institut fiir Festkorperphysik, Leipzig,
Germany

In conventional pulsed laser deposition (PLD) a continuous variation
of the composition of ternary thin films in growth direction is not pos-
sible since the number of discrete alloy combinations is limited by the
amount of targets which can be mounted in the setup. We therefore
propose a technique using only a single elliptically-segmented target
with two regions of different composition. We control the Mg/Zn ratio
of the thin films by varying the radial position of the PLD laser spot
on the target and thereby changing the ratio of the path lengths of
the laser spot in the different regions. In analogy to our approach for
lateral continuous composition spreads [1] (lateral CCS), we call this
method vertical CCS. We will show that we are able to control the
composition of MgxZnj_xO thin films in growth direction quasi con-
tinuously or stepwise. Therefore films with varying single Mg-contents
are grown using the new technique on highly conductive ZnO:Al buffer
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layers. The Mg-content in the films is determined by low temperature
photoluminescence spectroscopy. The structural and optical quality is
similar to films grown via conventional PLD.

[1] H. von Wenckstern et al., CrystEngComm 15, 10020 (2013)

DS 3.5 Mon 10:30 E 020
Considerations in the Stability of Multicomponent Oxide Al-
loys — eCHRISTOPHER SUTTON!, RoBERT J.N. BaLpock?, Luca M.
GHIRINGHELLI', and MATTHIAS SCHEFFLER! — !Fritz-Haber-Institut
der Max-Planck-Gesellschaft, Berlin, Germany — 2Ecole Polytech-
nique Federale de Lausanne, Lausanne, Switzerland

Identification of stable crystalline materials for a mixture of two (three)
components requires examination of the lowest free energy of approx-
imately 2V (3V ) configurations, where N is the number of atoms in
the unit cell. Cluster expansion-based energy functions offer a numer-
ically efficient approach for estimating the stability of new potential
alloys. Combining this approach with the nested sampling algorithm,
which is a Bayesian Markov chain Monte Carlo method, allows for a
one-shot calculation of the phase diagram as a function of composi-
tion and temperature. Our results for stable ternary and quaternary
mixtures in various crystalline symmetries of group-III oxides with the
formula (In;GayAl;)203 where z+y-+2z=1 will be presented. The key
aspects that determine the stability of these materials will be discussed.
With an extensive search over configurational space, statistical learn-
ing is performed for the bandgaps and stabilities to identify structure-
property relationships between the targeted properties (e.g., optical
transparency) and the fundamental chemical and physical parameters
that control these properties.

DS 3.6 Mon 10:45 E 020
Influence of nitrogen annealing on the properties of spray
pyrolysis grown In-doped ZnO thin films — DiLawar Ari!:2,
MusAMMAD Z. Burt!, Davip CAFFrREYZ, IcOorR V. SHVETS?, and
oK ARSTEN FLEISCHER? — ! Department of Physics and Centre for Ad-
vanced Studies in Physics, GC University Lahore-54000, Pakistan —
2School of Physics and Centre for Research on Adaptive Nanostruc-
tures and Nanodevices (CRANN), Trinity College Dublin, Dublin 2,
Ireland

The properties of a low cost transparent conducting oxide (TCO) —
spray pyrolysis grown ZnO thin films doped with indium have been
investigated. We analyze the optical, electrical, and crystallographic
properties as function of In content with a specific focus on post-growth
heat treatment of these thin films at 320°C in an inert, nitrogen atmo-
sphere, which remarkably improves the films electrical properties. The
effect was found to be dominated by nitrogen induced grain bound-
ary passivation, identified by a combined study using in-situ resis-
tance measurement upon annealing, X-ray photoelectron spectroscopy,
photoluminescence and X-ray diffraction studies. We also highlight
the chemical mechanism of morphologic and crystallographic changes
found in films with high indium content. In optimized growth and post-
annealing conditions, ZnO:In with a resistivity as low as 2x1073 Qcm
and high optical quality has been obtained using low cost spray pyrol-
ysis.

DS 3.7 Mon 11:00 E 020
Modulation of the InO3 surface electron transport proper-
ties by acceptor doping — ®ALEXANDRA PAPADOGIANNI', JULIUS
RomBacu!, THEREsSA BrrraoLbp?, STEFAN KRiscHOk?, MARCEL
HimMMERLICH2, and OLIVER BIERWAGEN! — 1Paul-Drude-Institut fiir
Festkorperelektronik, Hausvogteiplatz 57, 10117 Berlin, Germany —
2Institut fiir Physik und Institut fiir Mikro- und Nanotechnologien,
Technische Universitat Ilmenau, PF 100565, 98684 Ilmenau, Germany

Iny O3 is a natively n-type transparent semiconducting oxide possess-
ing a surface electron accumulation layer (SEAL) like several other
relevant oxides, such as SnOg and ZnO. While the SEAL is within the
core of InaOz-based conductometric gas sensors, it hinders numerous
applications of IngO3 in electronic devices that require the formation
of Schottky contacts. Tunability of the SEAL is hence necessary to
unlock the entire spectrum of possible device applications of InaOs.

Oxygen plasma treatment of the InpO3 surface has been previously
shown to effectively deplete surface electrons. Annealing the mate-
rial, however, has been proven to reverse this effect, which renders
this solution unsuitable for devices operating at elevated temperatures.
As an alternative, we demonstrate strong reduction of the SEAL by
doping with the deep compensating acceptors Mg and Ni perform-
ing X-Ray Photoelectron Spectroscopy (XPS) and transport measure-
ments on high quality single-crystalline InpOz(111) films grown by
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plasma-assisted molecular beam epitaxy (PA-MBE). This method also
allows for fine-tuning of the electrical transport properties of the SEAL
through controllably selecting its degree of depletion.

15 min. break.

DS 3.8 Mon 11:30 E 020
Confining memristive filaments in TiO2 thin films by Au
nanoparticles — eCHRISTIAN RODENBUCHER!, NABEEL AsrLam!,
DoMinik WRraNal:2, Hene Zuanc!, Honccuu Dul, MICHAEL
PrOMPERS!, DIRK MAYER!, and SusaNnNE HoFFMANN-EIFERT! —
IForschungszentrum Jiilich, ER-C, ICS, PGI, and JARA-FIT —
2 Jagiellonian University, Institute of Physics, Krakow

The memristive effect in transition metal oxides has attracted much
attention promising the design of fast non-volatile and energy-efficient
memory devices which additionally would offer the opportunity of
hardware-based neuromorphic computing. On the nanoscale, the un-
derlying resistive switching effect was found to be related to conduct-
ing filaments evolving during an initial electroforming step. In order
to improve the performance of the memristive devices, a control of
the filament formation is of high importance. Here, we follow the ap-
proach of introducing Au nanoparticles at the Pt/TiOz interface of
ALD-grown films. Using local-conductivity atomic force microscopy
(LC-AFM) we show that the conductivity through the TiO2 above
the nanoparticles is significantly higher than above the surrounding
Pt-coated substrate which can be attributed to the different material
properties of the two metals (here Au and Pt) forming the interface
to the oxide layer. Hence, Au nanoparticles can be used to determine
the position of conducting paths as origin for filament formation on the
nanoscale. We employ this effect to build up Pt/TiO2 /Pt nanocrossbar
devices with embedded Au nanoparticles showing enhanced switching
characteristics with significantly reduced forming voltage.

DS 3.9 Mon 11:45 E 020
Epitaxial Stabilization of NbO2 on TiO2(110) — eJos
EMIEL BoscHkER!, SAaup BIN Anooz!2, BEnjaMIN KarLas®, Tont
MARKURT!, MANFRED RAMSTEINER?, SVERRE VEGARD PETTERSEN?,
JosTeIN KvaAL GREPSTAD®, MARTIN ALBRECHT!, PETER PETRIK?,
and JUTTA ScHWARZKOPF! — !Leibniz Institute for Crystal Growth,
Max-Born-Str. 2, Berlin, D-12489, Germany — 2Physics Department,
Faculty of Science, Hadhramout University, Mukalla, 50511, Yemen —
3Institute of Technical Physics and Materials Science, Konkoly-Thege
Rd. 29-33, 1121 Budapest, Hungary — 4Paul-Drude-Institut fiir Fes-
tkorperelektronik, Hausvogteiplatz 5-7, Berlin, D-10117, Germany —
5Department of Electronic Systems, Norwegian University of Science
and Technology, Trondheim, Norway

Niobium oxides have promising physical properties that can be ex-
ploited in electronic devices, such as selector and memory devices.
Moreover, NbO2 has attracted considerable scientific interest, as it ex-
hibits a semiconductor-metal transition at 1080K. However, the lack
of high quality material complicates fundamental studies of their prop-
erties. In this paper, we report on the epitaxial stabilization of NbO2
thin films grown on TiO2 substrates by pulsed laser deposition. The
anisotropic properties of films grown at different substrate tempera-
tures were determined by various structural and optical methods. The
results indicate a phase transition from the rutile structure to a dis-
torted rutile structure with decreasing substrate temperature.

DS 3.10 Mon 12:00 E 020
Characterization of the dielectric function of RScO3s type
scandates — oSERGEY KuzNETsov!:2, MarTIN FENEBERG!, and
RUDIGER GOLDHAHN! nstitute of Experimental Physics, Otto-
von-Guericke University Magdeburg, Germany — 2Drexel University

Department of Physics, Philadelphia, USA

Due to their high energy band gap and their structural stability to-
wards temperature differences, wide-gap Perovskite structured oxides
of type RScOg3 are promising candidates for replacing SiO2 as high-k
gate dielectrics. These Sc-based crystals are also among best avail-
able bulk substrates for the epitaxial growth of high-quality ferroelec-
tric thin films, however, only limited data on their optical properties
is available. Here, we present the results of spectroscopic ellipsome-
try from the infrared (0.04€V) up to the ultraviolet (6.6eV) at room
temperature on SmScO3z, GdScO3, TbScO3, and DyScO3 bulk single-
crystals. The purpose of the experiments was to determine the in-plane
components of the real and imaginary dielectric functions (DF). The
analysis revealed 4 phonon modes in the extraordinary DF, and 8 to
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9 modes in the ordinary DF. The phonon frequencies are observed to
shift systematically with the atomic mass of the rare earth component
of the perovskites. This effect was observed in the ordinary and ex-
traordinary DF. Data obtained also indicate the onset of interband
absorption at 6 + 0.1 eV for GdScO3 and DyScOs, and at 5+ 0.1 eV
in the SmScO3 and TbScO3s, with a local maximum at 5.4 €V prior to
exhibiting similar behavior to the other two samples. A comprehensive
overview of the anisotropic dielectric functions will be shown.

DS 3.11 Mon 12:15 E 020
Ferro- and antiferroelectricity in oxygen defficient hafnia and
zirconia — eKONSTANTIN Z. RUSHCHANSKII, STEFAN BLUGEL, and
MARrJANA LEZAIE — Peter Griinberg Institut, Forschungszentrum
Jiilich and JARA, 52425 Jiilich, Germany

Conventional perovskite ferroelectrics as materials for ferroelectric
RAM (FeRAM) suffer from poor CMOS-compatibility and limited scal-
ability. In this sense, the discovery of ferroelectricity in Si:HfOg thin
films [1] opens new prospectives for HfO2-based materials because they
are CMOS-compatible, and the robust ferroelectric behavior scales
down to a film thickness below 10 nm. Recent discovery of ferro-
electricity in undoped HfOq [2] emphasizes the importance of oxygen
deficiency for the desired ferroelectric properties and the quest for a
better microscopic understanding.

We present results of our Density Functional Theory combined with
an evolutionary algorithm [3] based study of metastable structures in
Hf-O and Zr-O solid solutions. We will show suboxides of HfO2 and
ZrO2, which simultaneously possess a resistive switching capability and
(anti)ferroelectricity, i.e. both properties originate from the same struc-
tures. We will discuss a possible origin of the ferro-antiferroelectric
crossover, observed in HfpZr;_;O2 thin films [4].

We acknowledge the support by DFG via SFB 917 "Nanoswitches".
[1] T. Boscke et al, Appl. Phys. Lett. 99, 102903 (2011); [2] P. Po-
lakowski, J. Miiller, Appl. Phys. Lett. 106, 232905 (2015);
[3] http://uspex.stonybrook.edu; [4] J. Miiller et al, Nano Lett. 12,
4318 (2012).

DS 3.12 Mon 12:30 E 020
Direct imaging of reversible massive oxygen transport in-
duced by ionic liquid gating and creation of meso-structures
— eBIN Cui, PETER WERNER, TIANPING MA, and STUART PARKIN
— Max Planck Institute for Microstructure Physics, 06120 Halle, Ger-
many

Tonic liquid (IL) gate induced oxygen migration at the surface of ox-
ide thin films has been proposed to be a powerful tool for manipu-
lating their bulk electronic properties and structures. Advancements
in this direction requires an in-depth understanding of the correlation
between oxygen transport manner, atomic-scale structural transition,
and macroscopic physical responses under IL gating.

Here we directly image the processes of oxygen transport, using in-
situ gating, within a TEM, as we induce the transformation between
brownmillerite SrCo02.5 and perovskite SrCoO3. A massive ~0.5 oxy-
gen per formula unit, is observed to be reversibly extracted or injected
over several minutes. These changes are consistent with vertical oxy-
gen transport perpendicular to the thin film surface on nanoscale, and
lateral transport parallel to the surface on microscale.

Using IL gating through lithographically patterned orifices in resist
at the surface of various oxide films with different anisotropic oxygen
transport, we show that various three-dimensional metallic structures
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such as cylinders and rings can be realized.

Our results not only reveal the oxygen transport manner in IL gat-
ing, but also provide a roadmap to the complex meso-structures con-
struction in ion-transporting materials from their exterior surfaces.

DS 3.13 Mon 12:45 E 020
Room temperature fabricated all-oxide junction field-effect
transistors and inverters on rigid and flexible substrates —
ePETER ScHLUPP, SoriE VocT, HOLGER vON WENCKSTERN, and
Marius GRUNDMANN — Universitat Leipzig, Felix-Bloch-Institut fiir
Festkorperphysik, Leipzig, Germany
Room temperature (RT) fabrication of electronic devices saves energy
within the fabrication process and enables the usage of thermally un-
stable but flexible substrates. One material class that can be fabri-
cated at RT showing promising properties are amorphous (or nanocrys-
talline) oxide semiconductors (AOS). The most commonly used n-type
AOS is indium gallium zinc oxide which is already successfully used as
channel material in pixel drivers for active matrix displays [1]. How-
ever, because indium is rare and expensive we use n-type zinc tin oxide
(ZTO) as channel layer material which shows easily controllable elec-
trical properties [2,3].

We present junction field-effect transistors (JFETS) using p-type
amorphous zinc cobalt oxide and nanocrystalline nickel oxide as gate
diodes. The ZTO films were grown by magnetron sputtering on glass
and flexible polyimide while the p-type layers were grown by pulsed
laser deposition. The characteristics of the JFETs and inverters based
on them fabricated on both substrates will be discussed. Additionally,
their changes after bending the flexible samples will be presented.

[1] Wellenius et al.: J. Display Technol. 5, 438 (2009)
[2] Jayaraj et al.: J. Vac. Sci. Technol. B, 26(2), 495 (2008)
[3] Schlupp et al.: MRS Proceedings 1633, 101 (2014)

DS 3.14 Mon 13:00 E 020

Surface hole accumulation layer in NiO created by oxygen
plasma treatment — eMgLANIE BuppE!, CARSTEN TSCHAMMER!,
TuerESA BERTHOLD?, MARCEL HiMMERLICH?, STEFAN KRISCHOK?Z,
and OLIVER BIERWAGEN! — !Paul-Drude-Institut fiir Festkorperelek-
tronik, Hausvogteiplatz 5-7, 10117 Berlin, Germany. — 2Institut fiir
Physik und Institut fiir Mikro- und Nanotechnologien MacroNano,

Technische Universitat Ilmenau, PF 100565, 98684 Ilmenau, Germany.

Nickel oxide (NiO) is a transparent and semiconducting p-type oxide,
which is interesting for various applications, for example photovoltaics,
diodes or other electronic devices. However, our high quality NiO lay-
ers grown by plasma-assisted MBE are semi-insulating with sheet re-
sistances above 109€2. Doping of NiO, for example with Lithium, is
known to increase its p-type bulk conductivity. In this contribution,
we demonstrate the formation of a surface hole accumulation layer
generated by oxygen plasma treatment and characterize its conduc-
tivity. For this purpose, MBE grown NiO layers on MgO(100) are
modified by an oxygen plasma process after growth. The sheet re-
sistance was measured by Van-der-Pauw measurements and a p-type
conductivity was confirmed by Seebeck measurements. Furthermore,
the results allowed to determine the approximate hole concentration.
X-ray photoelectron spectroscopy (XPS) demonstrates a shift of the
surface Fermi level towards the valence band maximum, corroborating
the formation of a surface hole accumulation layer. The results are
compared to published data on p-doped NiO.
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DS 4: Focus Session: Frontiers of Electronic-Structure Theory: Correlated Electron Materials |
(joint session O/MM/DS/TT/CPP)

Exploring, understanding, and describing materials with strong electronic Coulomb correlations remain
among the big challenges of modern condensed matter physics. Correlated materials are characterized
by an extreme sensitivity to external probes such as pressure or temperature, and slight changes in
composition, constraints during the growth process (e.g. by heterostructuring) or off-stoechiometries
can significantly alter their properties. While the invited lectures will have a focus on correlated electron
materials, the symposium will cover the general field of computational materials science and electronic-

structure theory.

Organizers: Silke Biermann, Ecole Polytechnique, Palaiseau cedex, France; Paul R. Kent, Oak Ridge
National Laboratory, USA; Matthias Scheffler, Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin

Time: Monday 10:30-13:00

DS 4.1 Mon 10:30 HL 001
How Derivative Discontinuities in the Energy Yield In-
teratomic Steps in the Exact Kohn-Sham Potential of
Density-Functional Theory — eEL1 KrRaISLER!, MaTTHEW J. P.
Hobason!, AxeL ScuiLb?, and EBErHARD K. U. Gross!3 — 'Max-
Planck-Institut fiir Mikrostrukturphysik, Halle (Saale), Germany —
2Laboratorium fiir Physikalische Chemie, ETH Ziirich, Switzerland —
3Fritz Haber Center for Molecular Dynamics, Institute of Chemistry,
The Hebrew University of Jerusalem, Israel

Accurate density-functional calculations hinge on reliable approxima-
tions to the unknown exchange-correlation (xc) potential. The most
popular approximations usually lack features of the exact xc potential
that are important for an accurate prediction of the fundamental gap
and the distribution of charge in complex systems. Two principal fea-
tures in this regard are the spatially uniform shift in the potential, as
the number of electrons infinitesimally surpasses an integer, and the
spatial steps that form, e.g., between the atoms of stretched molecules.
Although both aforementioned concepts are well-known, the exact rela-
tionship between them remained unclear. In this talk, we establish this
relationship and introduce a new concept: the charge-transfer deriva-
tive discontinuity, ACT. By numerically solving the many-electron
Schrédinger equation, we extract the exact Kohn-Sham potential and
directly observe its features, particularly the spatial interatomic steps.
For the first time, spatial steps in the exact xc potential of a full
configuration-interaction (FCI) calculation of a molecule are presented
in three dimensions.

DS 4.2 Mon 10:45 HL 001
Steps in the exact Kohn-Sham potential of ensemble density-
functional theory for excited states and their relation to
the derivative discontinuity — eMarTuew J. P. Hobpcson!, EL
KRAISLER!, MicHAEL T. EnTwisTLEZ, AXEL ScHILD?, and EBER-
HARD K. U. Grossb* — IMPI fiir Mikrostrukturphysik, D-06120
Halle, Germany — 2Dep. of Physics, Uni. of York, Heslington, YO10
5DD, UK — S3Lab. fiir Physikalische Chemie, ETH Ziirich, 8093,
Switzerland — “Fritz Haber Center for Molecular Dynamics, The He-
brew University of Jerusalem, 91904, Israel

An accurate approximation to the exchange-correlation (xc) part of
the Kohn-Sham (KS) potential is essential for any density-functional
calculation. Understanding the behaviour of the exact xc potential
and developing improved approximations to it are crucial. The fo-
cus of calculations within density functional theory is usually on the
ground state. However, knowledge of how the system responds to an
excitation is important. In this talk we present the exact KS potential
of an ensemble of the ground state and the first excited state of a 1D
diatomic molecule. For this system, upon excitation, a small amount
of charge transfers from one atom to the other. In the correspond-
ing exact ensemble xc potential we find two plateaus: one that forms
around the nucleus of the acceptor atom, associated with the deriva-
tive discontinuity of that atom, and another that forms around the
donor atom and corresponds to a new phenomenon which we term the
‘charge-transfer derivative discontinuity’.

DS 4.3 Mon 11:00 HL 001
Koopmans-compliant functionals: A reliable and efficient
tool for the prediction of spectroscopic quantities — eNicoLaA
CoLoNNAl, Ncoc Lina NcuyeN!, ANDREA FERRETTI?, and NicoLA
Marzari! — ITHEOS and MARVEL, EPFL, Lausanne, Switzerland
— 2Centro S3, CNR-Istituto Nanoscienze, Modena, Italy
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Location: HL 001

Commonly used approximate density functionals produce total ener-
gies that do not exhibit the expected piecewise-linear behavior as a
function of the particle number, leading to a discrepancy between to-
tal and partial electron removal/addition energies and poor predictive
capabilities of ionization potentials. Koopmans-compliant function-
als enforce a generalized criterion of piecewise linearity in the energy
of any approximate density functional with respect to the partial re-
moval/addition of an electron - i.e., with respect to charged excitations
- from/to any orbital of the system. When used to purify approximate
density functionals, Koopmans’ corrections lead to orbital-density de-
pendent functionals and potentials that are able to deliver accurate
spectroscopic properties. As an example, ionization potentials of a
large set of molecules (the GW100 test set), photoemission spectra
of organic donors and acceptors and band gaps of 35 semiconductors
and insulators are presented, showing very good agreement with ex-
periment or higher-order theories. Being this a functional framework,
the straightforward advantages are that forces and other derivatives are
also readily accessible, that the computational costs are much reduced,
and the numerical parameters are those typical of DFT calculations.

DS 4.4 Mon 11:15 HL 001
Selfconsitent density embedding - a new class of functionals
for DFT — eULiaNA MoRrpovINALl, TEREsA E. REINHARD!, HEIKO
AppEL!, and AnceL Rusio!:23 — 1Max Planck Institute for the
Structure and Dynamics of Matter, Hamburg, Germany — 2Center for
Computational Quantum Physics (CCQ), The Flatiron Institute, 162
Fifth Avenue, New York NY 10010, USA — 3Nano-bio Spectroscopy
Group and ETSF, Departamento de Fisica de Materiales, Universidad
del Pais Vasco UPV/EHU, San Sebastian, Spain

We propose a new technique to find functionals for density func-
tional theory (DFT) in an ab-initio fashion. This technique origins in
the recently developed density-matrix embedding theory (DMET) [1].
DMET is a quantum-in-quantum embedding method, which is based
on finding a projection between the high-dimensional wave function of
the full system and a lower-dimensional wavefunction living in the ac-
tive space of the embedded system, which is then solved exactly. In the
original DMET scope, the projection is improved via optimization of
the reduced one-body density matrix. We replace this optimization by
a density inversion, exploiting the one-to-one mapping between elec-
tronic density and Kohn-Sham potential.

The proposed density-embedding scheme serves as functional in
DFT, which, unlike in usual DFT, can be systematically improved
by increasing the size of the active space.

We show convergence toward exact results for 1D systems as well as
results for 2D systems.

[1] G. Knizia, G. K.-L Chan, Phys. Rev. Lett 109, 186404, (2012)

DS 4.5 Mon 11:30 HL 001
Pressure dependence of the effective screened Coulomb in-
teractions in transition metal monoxides — eSwarur Ku-
MAR Panpal, Honc Jianc2, and SiLke Biermannb3 — 1Centre
de Physique Théorique, Ecole Polytechnique, France — 2College of
Chemistry and Molecular Engineering, Peking University, China —
3Collége de France, Paris, France

In transition metal compounds, the magnitudes of the effective
Coulomb interaction parameters (Hubbard U) and their pressure de-
pendence are of utmost importance in any realistic many-body simu-
lations for describing their pressure driven insulator-metal transition.
One of the powerful methods for calculating the Hubbard U from first
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principles is based on linear response theory within the constrained
random-phase approximation (cRPA) [1], which provides the full U
matrix including off-site elements and its frequency dependence. In
this presentation, we apply this method (in its implementation into
the Wien2k code [2]) to the transition metal monoxides (FeO, CoO,
NiO, and CuO) [3]. Although the pressure induced changes in the bare
Coulomb interactions are negligible, the effective screened U grows
monotonically with increasing pressure for all of the above monoxides.
Finally, I will argue that neither the pressure dependence nor the fre-
quency dependence of U should be ignored in a reliable theoretical
description of correlated oxides.

References: [1| Aryasetiawan et al., PRB 70, 195104 (2004) [2]
Vaugier et al., PRB 86, 165105 (2012) 3] Panda et al., PRB 96, 045137
(2017)

DS 4.6 Mon 11:45 HL 001
Self-Interaction Corrected SCAN for Molecules: All-Electron
Implementation with Numerical Atom-Centered Basis Func-
tions — eSHENG B, Icor YING ZHANG, and MATTHIAS SCHEFFLER
— Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin

The self-interaction error (SIE) is a well-known problem in all semilo-
cal density-functional approximations (DFAs), including the recently
proposed "strongly constrained and appropriately normed" (SCAN)
functional [1]. The so-called self-consistent Fermi-orbital SIC (FSIC)
algorithm proposed by Pederson et al. [2] shows promising poten-
tial to eliminate the self-interaction error in semilocal approximations,
which has been demonstrated for the local-spin-density approximation
(LSDA) in a study of molecules.

We present an all-electron implementation of the self-consistent
FSIC approach on the SCAN method [1]. Beside a systematic bench-
mark with respect to a selected molecular test set, we examine the
performance of FSIC-SCAN in predicting the geometry of Pentacene,
which is a well-documented challenge for standard semilocal DFAs [3].
Finally, we briefly discuss our ongoing work concerned with the imple-
mentation of the all-electron FSIC-SCAN approach for solids.

[1] J. Sun, A. Ruzsinszky, and J. P. Perdew, Phys. Rev. Lett. 115,
036402 (2015).

[2] M. R. Pederson and T. Baruah, Advances In Atomic, Molecular,
and Optical Physics 64, 153 (2015).

[3] M. R. Pederson, T. Baruah, D. you Kao, and L. Basurto, The
Journal of Chemical Physics 144, 164117 (2016).

DS 4.7 Mon 12:00 HL 001
Progress in Fermi-L6éwdin orbital self-interaction correction
to DFT — eTorsTEN Haun!, SEBASTIAN ScHwALBE!, SIiMON
LieBiNng!, Mark PEpErson?, and JENs Korrus! — !TU Freiberg,
Institute for Theoretical Physics, Germany — 2Johns Hopkins Univer-

sity, Department of Chemistry, USA

The accuracy of density functional theory (DFT) calculations is lim-
ited by the so called self-interaction error [1]. The recently proposed
Fermi-Léwdin orbital based method [2,3,4] for self-interaction correc-
tion (FLO-SIC) is a unitary invariant and size extensive approach
to overcome this error. We present the current state of the method
and discuss the performance of FLO-SIC DFT applied to atoms and
molecules in combination with different exchange-correlation function-
als. In addition, this method delivers a description of the chemical
bonding as intuitive as Lewis theory that may bridge the gap between
DFT and chemical intuition.

[1] J. P. Perdew, A. Zunger, Phys. Rev. B 23, 5048 (1981)

[2] M. R. Pederson et al., J. Chem. Phys., vol. 140, 121103 (2014)

[3] M. R. Pederson, J. Chem. Phys., vol. 142, 064112 (2015)

[4] T. Hahn et. al., J. Chem. Phys., vol- 143, 224104 (2015)

DS 4.8 Mon 12:15 HL 001
First-principles modeling of mixed-valence compounds from
extended Hubbard-corrected functionals — eMarTEO COCOC-
cioNI and NicoLa MARzARI — Theory and Simulations of Materials
and MARVEL, EPFL, Lausanne, Switzerland

Modeling the electronic properties of mixed valence compounds is cen-
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tral to developing many materials of technological relevance. Unfortu-
nately, most approximate implementations of density functional theory
(DFT) fail in capturing the localization of valence electrons on low dis-
persion states (e.g., of d or f kind) and mis-represent many properties
of these systems. Quantitatively predictive first-principles calculations
thus require, for these systems, the use of corrective functionals able to
improve the description of electronic localization. Using the results of
a recent study on materials for cathodes of Li-ion batteries this work
shows how an extended Hubbard correction to DFT functionals, in-
cluding on-site (U) and inter-site (V) interactions (named DFT+U+V)
improves considerably on simpler approximations for electronic, mag-
netic and structural properties and correctly describes localized states
even in presence of significant inter-site hybridization. The work also
demonstrates that evaluating the effective interaction parameters (U
and V) consistently with the electronic and crystal structures, and
treating them as material-specific quantities, improves the prediction
of thermodynamic quantities and of average voltages. Finally, a novel
method to compute these interactions from density-functional pertur-
bation theory is shown to guarantee unprecedented efficiency, accuracy
and convergence control.

DS 4.9 Mon 12:30 HL 001
A Kohn-Sham type construction on a lattice with the ex-
act kinetic energy density — eIris TuropPHILOU!, MICHAEL
RUGGENTHALER!, FLoRIAN BucuHOLZ!, FLORIAN EicH!, and ANGEL
Rubio!? — Max Planck Institute for the Structure and Dynamics
of Matter, Hamburg, Germany — 2Nano-bio Spectroscopy Group and
ETSF, Departamento de Fisica de Materiales, Universidad del Pais
Vasco UPV/EHU, San Sebastian, Spain

In this presentation we explore a possible formulation of ground state
Density Functional Theory by introducing the kinetic energy density
as basic quantity in addition to the density. We presently restrict
this formulation to the lattice case, and show that for a few site Hub-
bard interacting model it is numerically feasible to find an equivalent
non-interacting system that yields the same density and kinetic en-
ergy density. By finding such a non-interacting system we mean here
finding the local/on site potential and the non-local site dependent
hopping that will give the target density and kinetic energy density.
Our hope is that by including the kinetic energy density we will fa-
cilitate the functional construction and also put into grounds already
existing approximations based on this quantity.

DS 4.10 Mon 12:45 HL 001
Small-Polaron Formation in Polymorphs of Ga;0O3 and TiO»
— @SEBASTIAN KoOKOTT, SERGEY V. LEVCHENKO, and MATTHIAS
ScHEFFLER — Fritz-Haber-Institut der MPG, Berlin 14195, Germany

Transparent oxides are key materials for new devices in photovoltaics
and electronics. One important factor influencing the behavior of
charge carriers in these materials is the interaction with polar phonon
modes. We focus on materials with strong electron-phonon coupling,
where small polarons are formed. Although, density-functional the-
ory (DFT) is often used for calculating polaron properties, there are
two challenges: Sensitivity of the calculated properties to the errors
in exchange-correlation treatment, and finite-size effects in supercell
calculations. We have developed an approach [1| to address these is-
sues. The polaron properties are obtained using a modified neutral
potential-energy surface from DFT [2]. Based on Pekar’s model [3],
we correct for the proper elastic long-range behavior of the polaron in
a supercell. With this approach, the influence of the crystal structure
on the polaron properties is investigated for rutile and anatase TiOg,
and for the monoclinic S— and orthorhombic e-GaOs. We find that
in rutile TiO2 only small electron polarons are stable, while only small
hole polarons are found in anatase. On the contrary, small hole po-
larons exist in both GagO3 polymorphs but have significantly different
binding energies.

[1] S. Kokott, arXiv:1710.03722 (2017)

[2] B. Sadigh et al., Phys. Rev. B 92, 75202 (2015)

[3] S. I. Pekar, Zh. Eksp. Teor. Fiz. 16 335 (1946)
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DS 5: Layer Deposition (ALD, MBE, Sputtering, ...)

Time: Monday 11:45-13:15

DS 5.1 Mon 11:45 H 0111
Atomic Layer Deposition of Titanium Nitride Thin Films for
Plasmonic Applications — e¢GUL Docan, Umut T. SANLI, GISELA
ScHUTZ, and KAHRAMAN KESKINBORA — MPI for Intelligent Systems,
Stuttgart

Titanium Nitride (TiN) emerged as an alternative to gold as a ma-
terial for refractory plasmonics, mainly due to their similar optical
responses in the visible and near-infrared regions. Atomic Layer Depo-
sition (ALD) offers highly conformal coatings over complex geometries,
accurate thickness, atomic smooth interfaces and composition control.
Here, we deposited TiN thin films at 350 °C by a plasma-enhanced
(PE)-ALD, using TiCl4 and N2-H2 as co-reactants. The deposition
rate was 0.03 nm/cycle. The prepared polycrystalline films exhibited
a strong (200) preferred orientation. The XPS analysis indicated that
the Cl impurity concentration was ~4 at. % and the atomic ratio of Ti
to N was 71:1. A low resistivity of 290 uohm.cm was measured by Four
Point Probe (FPP). The optical-resistivity values were determined via
Spectroscopic Ellipsometry using a Drude-Lorentz model, which were
in agreement with FPP measurements, for ~10 nm grain size. When
the grain size was <10 nm, large deviations were observed between
optical and electrical resistivity measurements, which was attributed
to electron scattering at grain boundaries. Low electrical resistivity in
combination with a high carrier concentration and carrier mobility are
two important parameters for plasmonic applications. Furthermore, a
discrepancy between optical and electrical measurements is a reliable
indicator of grain boundary scattering.

DS 5.2 Mon 12:00 H 0111
Atomic Layer Deposition of Iridium: Nucleation and Film
Growth — ePauL ScuHENK'? and ADRIANA VIORICA SzEGHALMI2
— 1Fraunhofer-Institute for Applied Optics and Precision Engineering
IOF, Albert-Einstein-Strake 7, D-07745 Jena, Germany — 2Friedrich-
Schiller-University Jena, Institute of Applied Physics, Albert-Einstein-
Strafse 15, D-07745 Jena, Germany

Ultrathin and smooth metal films are essential for numerous optical
systems for spectroscopy and sensing in material, life sciences and as-
tronomy, lightning or automobile components, and other applications.
Complex shaped substrates or nano- and microstructured components
are increasingly necessary in modern applications. However, the con-
formal deposition of thin metal layers on such elements, using estab-
lished coating technologies such as physical vapor deposition (PVD),
is challenging. In contrast, atomic layer deposition (ALD) is a highly
suitable coating technology for the uniform deposition of thin films
onto complex shaped surfaces.

Iridium thin films are of interest for applications in broadband metal
wire grid polarizers, mirrors and Fresnel zone plates, or even for medi-
cal implants. It is essential to control their morphology and topography
as well as the mechanical and optical properties to enable components
with a high performance. Therefore, one needs to understand the layer
growth from the initial nucleation to the formation of a dense and com-
pact thin metal film. In the presented work, we studied the nucleation
and film growth of iridium thin films on various substrate materials
with regard to their morphology and properties.

DS 5.3 Mon 12:15 H 0111
Energy and mass selective ion beam assisted epitaxy for depo-
sition of thin nitride films — ePHILIPP SCHUMACHER!, MICHAEL
MEensiNGg!, JURGEN W. GERLACH!, STEPHAN RauscHENBACH? 3 and
BerND RaAuscHENBAcH! — lLeibniz-Institut fiir Oberflichenmodi-
fizierung (IOM), Leipzig — 2University of Oxford, UK — 3Max-
Planck-Institut fiir Festkorperforschung, Stuttgart

Ton-beam assisted deposition (IBAD) represents a frequently applied
concept in thin film growth. For hyperthermal kinetic energies (few 1
eV-few 100 eV), the impinging ions provide energy for enhancing the
mobility of adatoms, ideally only on the surface. Thus, ion irradia-
tion induced creation of point defects below the surface is minimized.
Therefore, IBAD using hyperthermal ions can be applied for growing
thin films, for which a high crystalline quality is required. In general,
the versatility of IBAD is limited depending on the type of ion source
applied. Typical ion sources generate ion beams which contain a mul-
titude of different ion species, each possessing certain kinetic energies,
which are possibly different from one another. In order to define the
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deposition conditions more precisely, a setup for energy and mass selec-
tive ion beam assisted deposition (EMS-IBAD) was created, to be used
for the deposition of nitride thin films. The feasibility of EMS-IBAD
by applying this setup has exemplarily been shown for the growth of
non-polar GaN thin films on AloO3(1102). In this contribution, the
EMS-IBAD setup is presented, subsequently a brief characterization of
such thin films by x-ray diffraction and reflection high-energy electron
diffraction is added.

DS 54 Mon 12:30 H 0111
Modifying the texture of epitaxially grown chalcogenide thin
films — eMAaRrRc PoHLMANN, MARvIN KaMiINskI, and MATTHIAS
Wurtic — 1. Institute of Physics, Physics of New Materials, RWTH
Aachen University, 52056 Aachen, Germany

A significant number of chalcogenides offers a unique portfolio prop-
erty. They can be rapidly switched between the amorphous and crys-
talline state. This transition is accompanied by large changes in optical
and electrical properties, which creates significant application oppor-
tunities. Hence, these materials are employed for rewriteable optical
data storage and have also recently been introduced as electronic phase
change memory devices, trying to close the gap between non-volatile
but slow devices (such as Flash memories) and volatile but extremely
fast devices, like DRAMs. To improve the application range of these
materials, it is mandatory to further improve phase change devices. A
promising route to do so is via material optimization. This approach
requires an understanding of the material properties on a very funda-
mental level. Therefore, in the frame of this work, we want to investi-
gate the texture formation of different chalcogenides via RHEED and
XRD to obtain MBE-grown thin films of high crystal quality. We em-
ploy heterostructures of GeTe, SnTe and SbaTes to demonstrate how
different textures and surfaces can be achieved on the same substrate.

DS 5.5 Mon 12:45 H 0111
Deposition-Flux dependent Intrinsic Film Stress: Scaling —
eMARCEL RosT!, ANDREAS JaMNIG2, CLARISSE FURGEAUD?, and
GRECORY ABADIAS?Z — 1Huygens-Kamerlingh Onnes Laboratory, Lei-
den University, Leiden, The Netherlands — 2Institut P, CNRS, Uni-

versité de Poitiers, Poitiers, France

The growth of polycrystalline films at temperatures above ~0.2 of the
melting temperature is accompanied by compressive stress develop-
ment after film closure. A significant part of this stress has a reversible
nature: it disappears when the deposition is stopped and re-emerges
upon resumption. Based on the variation of the chemical potential
of the surface, the grain boundaries, and the film, we have developed
a thermodynamic description that predicts the magnitude of the re-
versible compressive stress [1], and that agrees so far with published
experimental results.

Moreover, in analogy to the often observed scaling in growth phe-
nomena, our model also predicts that the stress jumps are proportional
to “deposition flux”/”surface mobility”. Here we show the first exper-
imental evidence for this scaling, which delivers additional proof for
the validity of our model.

[1] A.Saedi and M.J. Rost; Nature Communications, 7:10733 (2016)

DS 5.6 Mon 13:00 H 0111
Aluminum nitride films prepared by plasma atomic layer de-
position using different plasma sources — Marcorzata Kot!,
Franziska NAUMANNZ, SAMIRAN GARAIN', EmiLia PoZaRowskal,
HassaN GARGOURI?, eKARSTEN HENKEL!, and DIETER SCHMEISSER!
— 1Angewandte Physik - Sensorik , Brandenburgische TU Cottbus-
Senftenberg, K.-Wachsmann-Allee 17, 03046 Cottbus, Germany —
2SENTECH Instruments GmbH, Schwarzschildstrake 2, 12489 Berlin,
Germany

Aluminum nitride (AIN) thin films are promising for versatile applica-
tions in optoelectronics, electronics, piezoelectrics, and acoustics due
to their remarkable properties such as wide band gap, high dielec-
tric constant, low electrical conductivity, good piezoelectric coefficient
and high ultrasonic velocity. We present a comparative study of AIN
films grown by plasma-enhanced atomic layer deposition at 350°C sil-
icon wafers in the SENTECH SI ALD LL system using TMA and
NHs where either a capacitively coupled plasma (CCP) or a direct
PTSA (planar triple spiral antenna) source was applied. The films
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were characterized by ellipsometry, XPS and electrical measurements.
The layer properties are discussed concerning the varied ALD process
parameters. In general, the process using the direct PTSA source de-
livered films with higher refractive index and better homogeneity over

the wafer achieving also higher growth rates per cycle (GPC) in re-
duced total cycle durations. Films with refractive index in the range
of 2.05 and permittivity around 8 could be realized with a GPC of 1.54
A/cycle.

DS 6: Thin Film Applications

Time: Monday 15:00-18:15

DS 6.1 Mon 15:00 H 0111
Chalkopyrite thin film solar cells conditioned with RbF
— oTmt KobparLe!, Marc DanieL HeINEMANN!, HasAN ARIF

YETKIN''2, IVER LAUERMANNY, RUTGER ScHLATMANNY3 and CHRIs-
TIAN ALEXANDER Kaurmann! — 1PVcomB/Helmholtz-Zentrum
Berlin, Germany — Z2Technical University Berlin, Germany —

3Hochschule fiir Technik und Wirtschaft Berlin, Germany

We investigate the impact of an RbF post deposition treatment (PDT)
on the material and device properties of Cu(In,Ga)Ses thin-film solar
cells in dependence of both the PDT’s parameters (e.g. the duration of
the PDT) and the copper to group III elemental ratio (|Cul/([Ga]+[In])
= CGI).

A clear trade-off between increasing open-circuit-voltage (Voc) and
decreasing fill factor (F'F) with longer RbF-deposition could be ob-
served. We propose a model explaining the gain in Voc by an in-
creased carrier concentration and the formation of an (Rb,Na)-In,Se,
surface layer during the PDT. Additionally we build a model to explain
the decreasing F'F' based on the generation of additional acceptor-like
defects at the buffer/window-interface by temperature-induced alkali-
migration during sputtering of the window layer.

Furthermore we investigate the performance of the optimized PDT
on absorbers with varied CGI. Here we find, that the PDT is most
efficiently when being applied to thin films close to stoichiometry.
Thereby we were able to overcome the F'F-loss and increase the max-
imum efficiency up to 17.5%, which is about 1.1% (abs.) higher than
the reference value.

DS 6.2 Mon 15:15 H 0111
Metal thin films as plasmonic support for surface en-
hanced vibrational spectroscopy and optofluidics — eDiMITRA
Gkogkou, CHRrisSTOPH KrATz, NORBERT EsseEr, EUGEN SPEISER,
and KARSTEN HINRICHS — Leibniz-Institut fiir Analytische Wis-
senschaften -ISAS- e.V., Department Berlin, Schwarzschildstr. 8,
12489 Berlin, Germany

We present metal nanoisland films that exhibit plasmonic resonances
in the visible and infrared region of the spectrum. These different res-
onances correspond to adjacent areas of an Au gradient layer and pro-
vide surface enhanced Raman scattering (SERS) and surface enhance
infrared absorption (SEIRA) signals, dependable on the thickness of
the layer. In that way, all vibrational information of an adsorbed
molecule can be acquired by a line scan on a single substrate. Also
presented is the integration of this combinatorial substrate with a mi-
crofluidic setup that allows for the in-situ investigation of uL volumes.
Ultra low detection limits of analytes were achieved, i.e. submonolayer
sensitivity demonstrated in situ for monolayer self-assembly.

The presented optofluidic platform is a sensing device that has pos-
sible applications in sensitive and label-free biosensing, lab-on-a-chip
devices, or molecular imaging tools for biochemical analyses.

DS 6.3 Mon 15:30 H 0111
Fully sprayed, ITO-free, flexible organic solar cells — eMARIUS
LocH!, FLoriN LogHIN', KaMyaR BacuHvanp!, PaoLo LucLi?, and
Markus BecHERER! — !Lehrstuhl fiir Nanoelektronik, Technische
Universitdt Miinchen, Theresienstrasse 90, 80333 Munich, Germany.
— 2Faculty of Science and Technology, Free University of Bozen-
Bolzano, Universitatsplatz 5, 39100 Bolzano, Italy

Organic solar cells are a promising candidate for a future of ubiqui-
tous, low-cost solar power harvesting. While this promise is founded
on easily scalable, large-area solution processing techniques, most of
the scientific research community uses small-scale deposition methods
convenient for the lab like spin coating in inert atmosphere and vacuum
processing, which are not scalable. In this work, we use an automated
spray roboter in ambient conditions to deposit all layers of the solar cell
(reflective electrode, transparent electrode, active material blend and
blocking layers). The layers are independently optimized and even-
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tually put together in one fully sprayed device. By replacing brittle
and expensive indium tin oxide (ITO) with silver nanowires (AgNW)
and conductive polymers (PEDOT:PSS) for the transparent electrode,
the use of flexible foil substrates is enabled and mechanical stability is
studied by bending tests.

DS 6.4 Mon 15:45 H 0111
Effect of cation stoichiometry on electric properties of thin-
film varactors with Ba,Sr;_,TiO3 tunable dielectric and
highly conducting SrMoO3; electrodes — eLuUKAS ZEINAR!,
Patrick SaLc!, ALpIN RaDETINAC!, DomiNik WaLk2, PHILIPP
KowmissiNskiy!, HoLgerR MAUNEZ, RoLF JacoBy?, and LAMBERT
ALrFr! — Materials Science, TU Darmstadt, Germany — 2Microwave

Engineering and Photonics, TU Darmstadt, Germany

We present Au/Pt/BagSri_;TiO3/SrMoO3 varactor heterostructures
utilizing single crystalline Ba,Sr;_,TiO3 films grown epitaxially by
pulsed laser deposition on a highly conducting thin*film oxide SrMoO3
bottom electrodes with a room-temperature resistivity of 30 pufcm.
The stoichiometry of the dielectric Baz;Sri_,TiO3 was tuned to
achieve the desirable high tunability and low losses of the varac-
tors at room temperature. Influence of the cation stoichiometry
of the Ba;Sr1_,TiOs films on their Curie temperature and room-
temperature dielectric permittivity was investigated. The changes of
the BaySr1—,TiO3 out-of-plane lattice parameter by 2 % and the cor-
responding changes of the Ba-Sr and (Ba,Sr)-Ti cation ratios by 6
and 11 %, respectively, were observed by varying the laser energy flu-
ence in the range between 0.3 and 1.4J/cm?. Tunability and leakage
current of the varactors were investigated by a vector network ana-
lyzer at frequencies between 300 MHz and 10 GHz. Fine tuning of the
BagSr1—,TiO3 cation stoichiometry allows high relative tunability of
the varactors up to 80 % and reduction of the varactor leakage current
by up to three orders of magnitude down to 10nA.

DS 6.5 Mon 16:00 H 0111
The Influence of Crystallographic Order on Ferrimagnetic
Response of Spinel ZnFe20O4 Thin Films — eViTALY ZVIAGIN,
YocgeEsH KumaRr, CHRIS STURM, ISRAEL LorITE, PABLO EsqQuiNazi,
Marius GRUNDMANN, and RUDIGER SCHMIDT-GRUND — Universitét
Leipzig, Felix-Bloch-Institut fiir Festkorperphysik, Linnéstr. 5, Leipzig

We present the dielectric function of normal spinel ZnFesOy4 (ZFO)
grown at different pressures and temperatures on SrTiOs (100) sub-
strate by pulsed laser deposition. Electronic transitions visible in the
diagonal element of the dielectric tensor are assigned to transitions
involving Fe?t, Fe3t and Zn2t cation 3d and 4s orbitals. Transi-
tions from Og; to tetrahedrally coordinated Fe3*t cation, located at
~ 3.56V, and between octahedrally coordinated Fe2T cations, located
at ~ 0.9eV, give evidence to disorder in the normal spinel structure.
Growth temperature dependent investigation has shown a direct cor-
relation between saturation magnetization at 5 K and the amplitude of
the former mentioned transition, likely due to the dominant nature of
the oxygen mediated coupling between Fe3*t located on two different
lattice sites.[1] Annealing films at temperatures greater than 250 °C in
argon and oxygen atmospheres facilitates a decrease in the ferrimag-
netic response and is explained by reordering of the disordered spinel
structure toward ordered normal state. A direct correlation between
the disorder cation transition contributions to the dielectric function
and room temperature ferrimagnetic response is shown.

[1] V. Zviagin et al., Appl. Phys. Lett. 108, 13 (2016)

DS 6.6 Mon 16:15 H 0111
Unsupervised Hebbian learning experimentally realized with
analogue memristive crossbar arrays — eFINN ZAHARI, MIRKO
HanseN, HERMANN KoHLSTEDT, and MARTIN ZIEGLER — Chair of
Nanoelectronics, Faculty for Electrical Engineering and Information
Technology, Kiel University, Germany

Memristive devices are promising candidates to emulate synaptic be-
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haviour in neuromorphic circuits in an efficient manner. Even though
in the last couple of years a variety of materials and device structures
were employed to fabricate memristive devices, there is still a gap be-
tween promising computing schemes and their hardware realization
with memristive devices. We show that so called double barrier mem-
ristive devices can be integrated into crossbar architectures without the
need for additional selector devices. These ionic memristive devices
show a non-filamentary interface-based resistive switching behaviour
with a high I-V nonlinearity and asymmetry as well as self-rectifying
and self-limitation characteristics. They are used to realize selector-
device-free 16x16 crossbar-arrays with 256 memristive devices. A local
Hebbian learning scheme was utilized to perform unsupervised learning
of visual patterns to demonstrate the applicability of the selector-free
crossbars within a mixed signal circuit consisting of double barrier
memristive devices as hardware synapses und software neurons.

Financial support by the German Research Foundation through
FOR 2093 is gratefully acknowledged.

15 min. break.

DS 6.7 Mon 16:45 H 0111
Bottom-up Synthesis and Characterization of Mesoporous
Al-Modified Hematite Thin Film Photo-Anodes — eAHMED
CuHNANI and STEFFEN STREHLE — Ulm University, Institute of Elec-
tron Devices and Circuits, Albert-Einstein-Allee 45, 89081 Ulm

Hematite (a-Fe203) is an earth abundant, low-cost and non-toxic n-
type semiconductor being in the research focus for the assembly of
efficient photo-anodes in the field of solar fuel production by water
splitting. Despite a suitable band structure and sufficient water split-
ting stability, there are various critical issues that need to be resolved
including for instance the short charge carrier lifetime that is signif-
icantly misaligned with the optical absorption length, an overall low
electrical conductivity as well as a low surface charge transfer kinetics.
In this paper, aluminium is added to hematite as a sustainable strat-
egy to reduce the defect state density while simultaneously increasing
the charge carrier concentration. For the studies, thermally evaporated
Fe(Al) thin films with roughly 200 nm in thickness were utilized. By
rational control of a plain thermal oxidation process under ambient
conditions, non-porous to mesoporous Al-modified hematite thin films
were prepared. The experiments show that mesoporous thin films show
not only efficient light trapping but also an overall increased electrical
conductivity and an increased photoactivity in comparison to non-
porous thin films, plain hematite electrodes and even in comparison
to high-density hematite nanowire arrays. The complete surface band
structure was reconstructed to evaluate the surface defect states by uti-
lizing a Kelvin probe as well as ambient photoelectron spectroscopy.

DS 6.8 Mon 17:00 H 0111
Large-scale self-assembling of nanostructures by controlled
dewetting of wultra-thin silicon films on insulators
eMARCO SALVALAGLIO!, RAINER BACKOFEN!, MEHER NAFFOUTI
THOMAS BOTTEINZ, MARIO LODARI?, THOMAS DAVID2, ABDELMALEK
BENKOUIDER?, IBTISSEM FRrAJ3, Luc FavrRe?, ANTIOINE RONDAZ, Is-
ABELLE BERBEZIER?, DAvID GROsso?, MARco ABBARCHIZ, MoNICA
Borrant?, and AxgL Voict! — TU-Dresden, 01062 Dresden, DE
— 2CNRS - IM2NP, 13397 Marseille, FR — 3Université de Monastir,
5019 Monastir, TN — 4IFN-CNR, L-NESS, 22100 Como, IT

Thin solid films are rarely stable when annealed even below their
melting temperature. Under the action of surface diffusion, atoms
move away from the edges of thin films leading to their retraction
and breaking. This process occurs in ultra-thin silicon films on in-
sulator (UT-SOI), limiting their applications in several microsystems.
Moreover, the self-assembled structures forming at the end of the pro-
cess show too large randomness in positioning and size dispersion to
be exploited for targeted applications. Here, thanks to a synergistic
theoretical and experimental investigation, we illustrate a method to
control the dewetting of UT-SOI, delivering nanostructures with deter-
mined positions, sizes and shapes [1]. 3D phase-field (PF) simulations,
accounting for surface diffusion-limited kinetics, are adopted to en-
lighten the mechanism underlying the process and assess the outcomes
of experiments. Indeed, we demonstrate that a fine control over the
final structures is achieved when combining patches with an ad hoc
initial patterning of the thin film. [1] M. Naffouti et al., Science Adv.
3, eaa01472 (2017).

2,3
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DS 6.9 Mon 17:15 H 0111
Growth of large sized 2D molybdenum sulfide flakes at the
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air-liquid interface — X1AoLING ZENG, TALHA Nisar, MARLIS OR-
TEL, @ TORSTEN BALSTER, and VEIT WAGNER — Jacobs University
Bremen, Campus Ring 1, 28759 Bremen,Germany

Layered transition metal chalcogenides, especially MoSa, are promis-
ing materials for catalysis as well as semiconducting layers in thin film
transistors. Since the 1st transistors were produced with mechanically
exfoliated MoSy flakes, new deposition processes for large area and
atomically thin layers are needed to enable new generation electronic
devices.

In this investigation, we have developed a cheap, wet chemical deposi-
tion process, which takes aadvantage of growth on a liquid surface. For
this purpose, a saturated solution of ammonium tetrathiomolybdate
(ATTM) in deionized water was prepared by heating and ultrasonica-
tion. After two hours of cooling period molybdenum sulfide flakes were
formed in solution at the air-liquid interface with a lateral size of more
than 150pum. These flakes were transferred onto a SiO2/Si substrate
in a Langmuir-Blodgett like deposition process. The thickness of the
flakes ranged from a single monolayer to 5 monolayers as confirmed by
AFM and Raman spectroscopy. XPS and TEM reveal, that with post
growth thermal treatment flakes of high quality are obtained.

DS 6.10 Mon 17:30 H 0111
Magnetron sputtered refractory metal thin films on NiTi and
their influence on the phase transition behaviour of NiTi
— oFaBIAN SEIFRIED', HELMUT RiIEDEL?, HARALD LEisTE!, RuTH
ScuwalGer!, SVEN ULricu!, HANs JUERGEN SEIFERT!, and MICHAEL
StueBer! — 'KIT IAM-AWP, Eggenstein-Leopoldshafen, Germany
— 27U Wien WWWT, Wien, Austria

In this study, pseudo-elastic Ni 50.8 at.%-Ti alloy sheets of 1000 mi-
crons thickness were coated with 10 microns thick refractory metal thin
films, by non-reactive d.c. magnetron sputtering. These thin films
were characterized with regard to their microstructure and selected
mechanical properties. Microstructural characterization of the thin
films included X-Ray Diffraction and Scanning Electron Microscopy
analyses. Mo thin films grow in a densely packed, (110) textured b.c.c.
structure with columnar grains on the NiTi substrate. Ta and Nb thin
films grow as well in a dense columnar structure; however they show X-
Ray diffraction peaks of various lattice planes of the b.c.c. structures
(i.e. no texture). Considering the specific thin film/substrate thick-
ness ratio (1:100) of the samples, the mechanical properties of both
the thin films and thin film/substrate composites were investigated on
different length scales, using nano- and microindentation techniques.
To evaluate the potential impact of the surface coating and the de-
position process on the phase transformation behaviour of the NiTi
shape memory alloy, differential scanning calorimetry analyses were
done. Conclusions and recommendations will be given for potential
thin film materials as radiopaque coatings on NiT1i substrates for med-
ical applications.

DS 6.11 Mon 17:45 H 0111
Focused electron beam induced multi-tip deposition for en-
ergy harvesting fromthe green-house radiaton. — eKoors
Hans WILFRIED PETER — Ernst Ludwig Strasse 16, Ober-Ramstadt,
Germany

A cross -lines grid with 0,5 um cell-width is proposed to harvest IR ra-
diation from the green house gases in the earth atmosphere. According
to NASA-measurements 340 W/m? reach the earth in the IR-regime.
A nanogranular Pt/C material can be used in a detector-matrix to
harvest this energy, by collecting IR quanta with nanocrystalline Pt/C
compound material in form of electron-hole Bosons. Very large num-
bers of Bosons can be stored in such energy layers. Applying a field
gadient allows to move the Bosons to the end of the material layer,
where the Bosons release an electron each, and the resulting hole can
form a new Boson again. Electrons are emitted in a coherent fashion.
The small-area experiment shall proove the principle of the energy
harvesting capability. Large areas of collector fields shall follow, built
with the principle of glass coating machines with massive parallel ion
beam sources to deposit the Pt/C absorber structure layers.

DS 6.12 Mon 18:00 H 0111

Modelling of the vertical deflection of ferroelectric bending
tongues — oJULIETTE CARDOLETTI', ALDIN RADETINAC!, JULIAN
WALKER?, PuiLipP KowmissiNskIy!, SusaN TROLIER-McKINSTRY?Z,
and LAMBERT ALFF! — 1Technische Universitit Darmstadt, Institute
of Materials Science, Alarich-Weiss-Strafle 2, 64287 Darmstadt, Ger-
many — 2Materials Research Institute, Pennsylvania State University,

University Park, PA, 16802, USA
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With the acute need for miniaturisation of devices and components,
the use of bending tongues (cantilevers or wider beams) based on piezo-
electric ceramics is increasing. Due to its large piezoelectric coefficient,
PbZro.52T0.4803 (PZT) is the most commonly used material, but
it is also ferroelectric (i.e. the polarisation direction can be switched
between discrete crystallographically allowable orientations by an ex-
ternal electric field). This particularity should be taken into account
when modelling the vertical deflection of bending tongues.

To date, bending tongue based devices have been modelled from a

static and dynamic point of view without simulating the ferroelectric
switching occurring in grains [1]. However, various papers attempted
to describe ferroelectric switching based on different approaches, for ex-
ample based on a switching criterion accounting for mechanical work
and electrical work contributions to the switching process [2].

The here described modelling program, based on Hwang’s switching
criterion [2], aims to bridge the gap between the previous approaches
by describing the vertical deflection of a bending tongue while taking
into account ferroelectric switching at the grain scale.

DS 7: Thin Film Properties: Structure, Morphology and Composition (XRD, TEM, XPS,
SIMS, RBS, AFM, ...): Session |

Time: Monday 15:00-17:45

DS 7.1 Mon 15:00 H 2032

Stoichiometry determination of chalcogenide superlattices

by means of X-ray diffraction and its limits — FreLix R.
L. Lance!2, HENNING HOLLERMANN!, STEFAN JakoBs!, ePETER
KerrEs!, and MarTtaias WuTtTich2 — 1. Physikalisches Institut

(IA), RWTH Aachen University, 52056 Aachen Germany — 2JARA-
FIT Institute Green-IT, RWTH Aachen University and Forschungszen-
trum Jiilich, 52056 Aachen, Germany

In this study we explore the potential of stoichiometry determination
of GeTe/SbyTes superlattices (CSLs) by means of X-ray diffraction
(XRD). For this purpose a series of sputter-deposited CSLs with vary-
ing ratios of the GeTe and SbyTes layer thicknesses is analyzed. Kine-
matical scattering theory is applied to link the change in average chem-
ical composition with the specific CSL diffraction features. It is found
that the lattice parameters of the reference unit cell of the superlat-
tice follow Vegards law, which allows for a straight-forward model for
stoichiometry determination.

DS 7.2 Mon 15:15 H 2032
Revealing the Interfaces of MgO/Co/GaAs(001): A Struc-
tural and Chemical Investigation with XPS and XPD —
oKARrRIM SHAMoUT!Y2, PHuiLipP EsPETER!2, PETER RoErsel?, Ri-
cuarp Honic!2, ULr BerGes!? und CARSTEN WESTPHAL!:?
IExperimentelle Physik 1 - Technische Universitit Dortmund, Otto-
Hahn-Str. 4, 44221 Dortmund, Germany — 2DELTA - Technische Uni-
versit
a4t Dortmund, Maria-Goeppert-Mayer-Str. 2, 44221 Dortmund, Ger-
many

We report a synchrotron radiation based x-ray photoelectron spec-
troscopy (XPS) and x-ray photoelectron diffraction (XPD) study on
the system MgO/Co(bcc)/GaAs(001)-¢(8 x 2) and its interfaces. Co
substitutes As at the Co/GaAs interface and forms a CozGa alloy in
DO03-structure with Ga due to interdiffusion. The GaAs surface recon-
struction is lifted in favor of the newly formed alloy that serves as a
template for the metastable Co(bcc) structure. No indication for Co
oxidation was found at the MgO/Co interface. The MgO film grows
amorphously up to a thickness of < 4 ML. After 5 ML of MgO depo-
sition, the amorphous phase crystallizes into a distorted unit cell.
Keywords: Topological insulator, MTJ, TMR, PED, XPD, XPS

DS 7.3 Mon 15:30 H 2032
Ti valence mapping in LAO/STO with Resonant Soft X-ray
Reflectometry — eMARTIN ZWIEBLER!, EmiLIANO D1 GENNARO?,
JorcE ENRIQUE HAMANN-BORRERO?, FABIO MILETTO GRANOZIOZ,
Enrico ScuIERLE?, EUGEN WESCHKE®?, BERND BUCHNER?, GEORGE
SawaTzkY?, RoBERT GREEN®, and JocHEN GEck! — lInstitut fuer
Festkorper- und Materialphysik Technische Universitédt Dresden, 01062
Dresden, Germany — 2CNR-SPIN and Dipartimento di Finica, Com-
plesso Universitario di Monte S. Angelo, Via Cintia, 80126 Naples,
Ttaly — 3Helmholtz-Zentrum Berlin, BESSY, Albert-Einstein-Str. 15,
12489 Berlin, Germany — *University of British Columbia 6224 Agri-
cultural Road Vancouver, B.C. V6T 1Z1 Canada — °IFW Dresden,
Helmholtzstrafte 20, 01069 Dresden, Germany

The two dimensional electron gas (2DEG) at the LaAlO3/SrTiO3 het-
erointerface exhibits intriguing features, which are currently not well
understood. When at least four UCs of LAO are deposited on a STO
substrate, mobile electrons accumulate at interfacial Ti sites. In order
to establish the underlying physics, it is essential to know the charge
density distribution of the 2DEG around the interface. We performed
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X-ray reflectivity measurements at the Ti L2,3 edge to determine the
Ti stoichiometry and the depth-dependent electron content at the in-
terface with resolution at the atomic scale. We demonstrate that the
electron distribution is strongly T-dependent and interacts strongly
with the lattice degrees of freedom. From the polarization dependence
of the reflectivity we gain new results on the anisotropy of orbital en-
ergies and valence orbital occupation.

DS 7.4 Mon 15:45 H 2032
Investigation of wake-up and local polarization switch-
ing behavior in La doped HfO2 structures — ePRrRATYUSH
BuracoHAIN!, Tony ScuHeENk?, UwWE ScHROEDER?, and ALEXEI
GRrRUVERMAN! — IDept. of Physics and Astronomy, University of
Nebraska-Lincoln, Lincoln, NE 68588, USA — 2NaMLab gGmbH,
Noethnitzer Str. 64, 01187 Dresden

The discovery of ferroelectricity in hafnium oxide (HfO2) based thin
films is a promising step towards the realization of ferroelectric
based memory devices due to their inherent advantages over conven-
tional perovskite materials, especially their compatibility with existing
CMOS technology. Although several studies have reported the integral
behavior of the capacitors, an in-depth investigation of the local ferro-
electric characteristics has not yet been performed. Here, we will dis-
cuss the wake-up behavior and the polarization switching dynamics in
ultrathin La-doped HfO2 capacitors investigated by means of Piezore-
sponse Force Microscopy (PFM). Evolution of the domain structure
as a function of the applied voltage confirmed that de-pinning of do-
mains is responsible for the increase in polarization upon field cycling.
Step-by-step switching of the polarization coupled with PFM imag-
ing revealed that the domains grow from grain boundaries or pinned
domains, if present, following the nucleation limited switching (NLS)
model.

DS 7.5 Mon 16:00 H 2032
Revealing the actual structure of the oxygen-rich surface
of a-Fex03(0001) — eJesUs Reponpol, PETrR Lazar?, BEN-
JAMIN MALLADAY, ALES CaHLIK', PaviEL ProcHAzKA3, MARTIN
VONDRAGEK!, JaN CECHAL37 PaveL JeLiNEk!, and MARTIN Svec!
— Unstitute of Physics, Czech Academy of Sciences, Praha, Czech Re-
public — ?Regional Center for Advanced Materials and Technologies,
Olomouc, Czech Republic — 3Central European Institute of Technol-
ogy, Brno, Czech Republic

The surface of metal oxides reconstructs in many ways depending on
the crystallographic planes and preparation procedures. In the case of
iron oxides, the surface reconstruction of a-Fe203(0001) is still con-
troversial. Under oxidizing conditions, it partially reconstructs in the
so-called "biphase" structure, which traditionally has been explained
by the coexistence of small islands of FeO and Fe203(0001). Further-
more, other phases are present, and there is no recipe to obtain large
domains of single phases on the surface, which hinders an unambiguous
interpretation of spectroscopic and microscopy data.

In this work, we present a procedure to obtain micrometer-sized
domains of single stoichiometry under reducing and oxidative condi-
tions. This has allowed us to thoroughly characterize the two main
phases of the a-Fe203(0001) by means of STM, AFM, LEEM, uLEED,
XPS, and NEXAFS. Moreover, we have solid evidence that that the
"biphase" structure may, in fact, be a novel 2D material rather than a
truncated bulk. Complementary DFT calculations support the model
of an O-Fe-O trilayer (FeOz3) on the surface.
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DS 7.6 Mon 16:30 H 2032
Effect of stress on structural properties of Fe/Cr multilay-
ers. — eMAGNIFOUET TcHINDA GLADICE CLAIRE, DACcOsSTA MANU,
MENY CHRISTIAN, and PIERRON-BOHNES VERONIQUE — 23 rue du
Loess, 67200 Strasbourg

Cr/Fe/Cr tri-layers were deposited by sputtering with an average total
thickness of 100nm on MgO(100) and STO(100) substrates. In order
to have good epitaxy, the first chromium was deposited at high tem-
perature (400°C), iron at 400°C, 300°C, 200°C and room temperature
and; the capping chromium at room temperature. X-ray diffraction is
used to study the structure of Cr/Fe/Cr tri-layer. Both the specular
scan and pole figure mapping showed good epitaxy of the films along
the [100] direction when the temperature of the deposited iron is low
(200°C and room temperature). Presence of the residual strain was
quantified by *sinus2 * method*. This method revealed that the val-
ues of the free lattice stress parameter determined on the tri-layers are
sometimes low or high compare to the massive one as I will show it
during the presentation.

DS 7.7 Mon 16:45 H 2032
Effect of alkali post-deposition treatments on the for-
mation of the CdS buffer layer / Cu(In,Ga)Se2 thin-
film solar cell absorber interface eJakoB Bowmsscu!,
ENrIcO AvanciNi?, RoMaIiN Carron?, THomas Kunze!, Eve-
LyN Hanpick!, Roserro FELIX!, RAauL Garcia-Diez!, YUEFENG
Zuancl4, StepHAN BUECHELER?, REcAN WiLks!3, and MARcuUs
BArD3 — Renewable Energy, Helmholtz-Zentrum Berlin fiir Mate-
rialien und Energie GmbH (HZB), Berlin, Germany — 2Laboratory
of Thin Films and Photovoltaics, Empa-Swiss Federal Laboratories
for Materials and Science and Technology, Diibendorf, Switzerland —
3Energy Materials In-Situ Laboratory Berlin (EMIL), HZB, Berlin,
Germany — “*Department of Physics, Xiamen University, Xiamen,
China

Cu(In,Ga)Se2 (CIGSe) - based devices are considered to be high-
efficient alternatives to silicon-wafer based solar cells. The perfor-
mance of chalcopyrite-based thin-film solar cells has recently been im-
proved by performing alkali post-deposition treatments (PDT), where
the highest efficiency so far has been reached using an RbF PDT. We
used soft and hard x-ray photoelectron spectroscopy to study the im-
pact of NaF/RbF PDT on the chemical and electronic properties of
low temperature processed CIGSe absorbers as a function of alkali con-
tent. Evidence for the presence of Cu(II) - scaling with RbF - is found
at the absorber (surface). Further, the (wet chemically) deposited CdS
buffer layers contain a significant fraction of a sulfate. Finally, in our
contribution, we will present and discuss the impact of the PDT on
the electronic structure of the CdS/CIGSe interface.

DS 7.8 Mon 17:00 H 2032

Defects investigation in black anatase — eDwMITRY
ZyaBKIN!, JurLiaNa ScHELL®, ULricH VETTER!, HARALDUR PALL
GUNNLAUGSSON3, HiLArRy MasenpA?, PETER ScHAAF', and THE

ISOLDE CorLaBoRrATION? — !Chair materials for Electronics, In-
stitute of Materials Engineering and Institute of Micro- and Nan-
otechnologies MacroNano® | Gustav-Kirchhoff-Str. 5, 98693 Ilmenau,
Germany — 2School of Physics, University of the Witwatersrand, Jo-
hannesburg 2050, South Africa — 3European Organization for Nuclear
Research (CERN), CH-1211 Geneva, Switzerland

Black anatase has been considered as the promising material for dye-
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sensitized solar cells and efficient water splitting under light expo-
sure [1]. While defects play the essential role in the enhanced photo-
catalytic activity it has received plenty of attention to expand studies
of their roles as well as further advancing of light absorption [2]. Thin
films were obtained by means of reactive sputtering and treated at
room and 573K temperatures. The current Mossbauer study was done
on black anatase thin films at the ISOLDE mass separator at CERN.
Implantation of 57 Mn (T1/2 = 1.5 min) was accomplished at ion en-
ergies of 50 keV, with the measurements performed online within an
interval from 301 to 735K. Hyperfine parameters are given relative to
the centre of the spectrum of a-Fe at RT.

[1] S.Zhang et al. Energy Environ. Sci., 2013,6, 1443-1464

[2] F.Amano et al. J. Phys. Chem. C, 2016, 120 (12), pp 6467-6474

DS 7.9 Mon 17:15 H 2032
Friction behavior of graphene on polished steel surfaces
— eDogus Ozkan!, CEm KincaL?, EGEMEN SULUKAN®, YAMAN
ErARSLAN?, Baris Yacéer®, and Oc&uzuan GurLu® — INational
Defense University, Naval Academy, Istanbul-Turkey. — 2Istanbul
Technical University, Istanbul-Turkey — 3National Defense Univer-
sity, Naval Academy, Istanbul-Turkey — 4Yildiz Technical University,
Istanbul-Turkey — ®Kog University, KUYTAM, Istanbul, Turkey —
6Istanbul Technical University, Istanbul-Turkey

Application of graphene in tribological problems is gaining importance.
In this work, single/multi-layer graphene was growth on copper foils by
CVD and transferred on to different polished steels samples, which had
different surface roughness (Figure). Lateral force microscopy (LFM)
was used to investigate the influence of graphene on the friction be-
haviour of polished steel surfaces. Effects of surface roughness on the
adhesion of single/multi layer graphene was also looked upon. Elastic
properties of single/multilayer graphene on steel surface were charac-
terized by AFM in force modulation mode (FMM). Results showed
that graphene reduced friction coefficient of steel surface when com-
pared to bare steel surface under different load conditions.

DS 7.10 Mon 17:30 H 2032

Supramolecular Heterostructures - expanding molecular

self-assembly beyond 2D — eViabpiMIR KororLkov!, KENJI
WATANABES, Takasul TanNigucH®, MarTeo BaLponi?, ELENA
BesLEY2, NicHoLas BEesLey?, and PeTer BeTon! — 1School of

Physics and Astronomy, The University of Nottingham, UK —
2University Park — 3University of Nottingham, University Park

For a long time the molecular self-assembly has been limited to en-
gineering 2D molecular structures on surfaces. Here we demonstrate
a successful approach that extends self-assembly into 3D by creat-
ing supramolecular heterostructures - layered organic materials stabi-
lized by hydrogen bonds in plane and by van der Waals interactions
between layers. SHs are formed by growing sequential layers of bi-
and mono-component two-dimensional supramolecular arrays. The
heterostructures are formed on hexagonal boron nitride by deposit-
ing of cyanuric acid/melamine, 5,10,15,20-tetrakis(4-carboxylphenyl)
porphyrin, trimesic acid and terephthalyc acid. We analyzed this het-
erostructures with ambient Atomic Force Microscopy that routinely
achieve 0.1 nm resolution. AFM has confirmed that there is a clear
epitaxial arrangement between these layers. We demonstrate that het-
erostructure formation may be used to control the functional proper-
ties of supramolecular layers through a shift of the fluorescence peak
position.
1 - Korolkov et al. Nature Chemistry, 2017
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DS 8.1 Mon 15:00 EW 201
Predicting and Understanding Quantum Spin Hall Insula-
tors with the Help of Compressed Sensing/SISSO — CaAr-
Los MErRA Acostal'2, RunHal Ouvancl, ApALBERTO Fazz102,
MATTHIAS SCHEFFLER!, LucA GHIRINGHELLI', and eCHRISTIAN
CarBoaNo! — 1Fritz-Haber-Institut der Max-Planck-Gesellschaft,

Berlin — 2University of Sdo Paulo, Sdo Paulo, Brazil

Quantum Spin Hall insulators (QSHIs), i.e., two-dimensional insulators
with conducting edge states protected by time-reversal symmetry, have
attracted considerable scientific interest in recent years. In this work,
we perform first-principles calculations to compute the Z2-invariant for
220 functionalized honeycomb-lattice materials. Using the recently de-
veloped sure independence screening and sparsifying operator (SISSO)
method [1], we derive a “map of materials”, in which metals, trivial
insulators, and QSHIs are spatially separated. The axes of this map
are defined by physically meaningful descriptors, i.e., non-linear func-
tions that only depend on the properties of the material’s constituent
free atoms. First, this yields fundamental insights into the mecha-
nisms driving topological transitions. Second, we are able to predict
the topological character of materials that are not part of the origi-
nally investigated set just from their position on the map (predictive
power greater than 95%). By this means, we are able to predict 89 yet
unknown QSHIs.

[1] Runhai Ouyang et al., arXiv:1710.08319 (2017).

DS 8.2 Mon 15:15 EW 201
Superconductivity and electron-phonon properties of intrin-
sic and doped antimonene — e ANDREI Lucovskol, MIKHAIL KAT-
SNELSON, and ALEXANDER RUDENKO — Institute for Molecules and
Materials, Radboud University Nijmegen, Nijmegen, The Netherlands

Antimonene is a recently discovered elemental 2D phase of Sb with
buckled honeycomb structures. The material was successfully obtained
experimentally, and posses interesting set of properties. It was shown
to have high stability on base of both experimental observations and
ab initio modeling, and is also predicted to have interesting optical
properties and strain tunable band gap. At the same time, supercon-
ductivity in doped phosphorene and graphene was recently observed
experimentally, which opens new opportunities for the application of
2D materials.

We present the ab initio calculations of electron-phonon coupling
properties and critical superconducting temperature in both n- and p-
doped antimonene at experimentally achievable carrier concentrations.
The effects of small strains and bias voltage on the critical temperature
are also considered. Required quantities are obtained by using density
functional theory implementation of electron-phonon Wannier-Fourier
interpolation in EPW and QE codes. Critical temperature at various
carrier densities is estimated using McMillan-Allen-Dynes equation.

The work is a part of the research program "Two-dimensional semi-
conductor crystals" (prj. 14TWODO01), which is partly financed by the
Netherlands Organization for Scientific Research (NWO).

DS 8.3 Mon 15:30 EW 201
Dielectric Engineering of Intra-excitonic Correlations in a
van der Waals Heterostructure — PHILIPP STEINLEITNER!,
PuiLipp MERKL!, ALEXANDER GRAF!, PuiLipp NacLErR!, CHRIs-
TIAN ScHULLER!, ToBias Korn!, RupErRT HUBER!, SAMUEL BREM?Z,
Marte SELIG3, GUNNAR BERGHAUSER?, and ErRMIN MaLic? —
IDepartment of Physics, University of Regensburg, Regensburg, Ger-
many — 2Department of Physics, Chalmers University of Technology,
Gothenburg, Sweden — 3Department of Theoretical Physics, Techni-

cal University of Berlin, Berlin, Germany

Atomically thin transition metal dichalcogenide monolayers promise
novel optoelectronic applications due to their direct bandgap in the op-
tical range. Reduced Coulomb screening, in combination with the two-
dimensionality, stabilizes excitons, even at room temperature. Due to
the extreme confinement perpendicular to the plane of the material, ex-
citons are particularly sensitive to the local surrounding environment.
Thus, capping the monolayer with a dielectric material allows one to
non-invasively change their hydrogen-like structure. Here we report
how an insulating hexagonal boron nitride cover layer influences the
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intra-excitonic 1s-2p transition. Using time resolved pump/THz probe
techniques, we trace both optically bright and dark exciton states and
are able to extract quantitative information about transition energies
and linewidths. We find that the cover layer redshifts the 1s-2p transi-
tion and leads to a decrease of its linewidth. Using microscopic mod-
elling, we show that our experimental data also support the formation
of dark excitons from an initially bright population.

DS 8.4 Mon 15:45 EW 201
high-throughput search of novel 2d materials for electronic
and optoelectronic applications — eDAVIDE CAMPI, THIBAULT SO-
HIER, ANTIMO MARRAZZO, MARCO GIBERTINI, NICOLAS MOUNET, and
NICOLA MARZARI — Theory and simulation of materials (THEOS)
and national center for computational design and discovery of novel
materials (MARVEL), école polytechnique fédéral lausanne, ch-1015,
lausanne, switzerland

2D materials provide a novel paradigm and toolbox for materials scien-
tists to discover or engineer new properties and functionalities. How-
ever, the handful of 2D materials intensively studied up to now repre-
sent only a few of the manifold possibilities. In this work we present the
results of an applications-oriented screening that, using state-of-the-art
first-principles simulations and automatized high-throughput calcula-
tions through the AiiDA platoform[1], identifies new promising candi-
dates for field effect transistors (FET), photocatalytic water splitting
and nanoporous crystalline membranes, selected among the hindreds
of 2D materials (1844)[2] discovered by performing a ”"computational
exfoliation” of a dataset of more than 100000 bulk parent structures.

[1] G.Pizzi, A.Cepellotti, R.Sabatini, N.Marzari and B.Kozinsky,
Comp. Mat. Sci. 111, 218 (2016). [2] N.Mounet, M.Gibertini,
P.Schwaller, D.Campi, A.Merkys, A.Marrazzo, T.Sohier, I.E.Castelli,
A.Cepellotti, G.Pizzi and N.Marzari, in press (2018).

DS 8.5 Mon 16:00 EW 201
Spin- and valley-dependent transport through a 2D semicon-
ductor with magnetic substrate — ¢ GERHARD FECHTELER, AN-
porR KorMANYOS, and Guipbo BURKARD — University of Konstanz,
Germany

Motivated by recent theoretical [1] and experimental [2,3] works, we
study spin- and valley-dependent electron scattering in monolayers of
transition metal dichalcogenides through a region with an underlying
magnetic substrate. The valley splitting and changes in the parame-
ters such as Fermi velocity and effective electron mass induced by the
magnetic substrate lead to novel spin- and valley selection possibili-
ties compared to gated structures [4]. Neglecting Rashba spin-orbit
coupling (SOC), we study the Fermi energy and incident angle depen-
dence of spin and valley selective scattering processes. Moreover, we
find pronounced and tuneable Goos-Hénchen shifts. In the presence
of Rashba SOC, we find that the transmitted and reflected electron
beams are split due to spin mixing in the scattering region. Such a
spin-dependent scattering can prove useful for the design of novel spin-
tronic devices. [1] J. Qi et al., Phys. Rev. B 92, 121403 (2015). [2]
C. Zhao et al., Nat. Nanotechnol. 12, 757-760 (2017). [3] D. Zhong
et al., Sci. Adv. 3, 1603113 (2017). [4] H. Ghadiri et al., J. Phys.:
Condens. Matter 29, 115303 (2017).

DS 8.6 Mon 16:15 EW 201
Electron quantum optics in anisotropic pseudospin one sys-
tems — eYonNaTAN BETANCUR Ocampo and Dario BERrcioux —
Donostia International Physics Center (DIPC), Paseo Manuel de
Lardizabal, 4 20018 Donostia-San Sebastian, Spain

We proposed the development of electron quantum optics devices
through heterojunctions formed by anisotropic and relativistic pseudo-
spin one materials. Based on our theoretical calculations, we found
that the probability transmission, reflection and refraction law present
atypical behavior. We have shown that collimation effect, Veselago
lenses, and beam splitters are enhanced using pseudospin one parti-
cles. Moreover, novel quantum optics devices could be designed such
as asymmetric Veselago and diverging lenses. Our findings suggest that
these devices can be built from the strain-engineering of Lieb lattices.
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(Synopsis provided with part I of this session)
Time: Monday 15:00-17:15

DS 9.1 Mon 15:00 HL 001
Non-adiabatic Dynamics in Single-Electron Tunneling De-
vices with Time-Dependent Density Functional Theory —
oNikLAS DrrTMaNNy23 JANINE SPLETTSTOESSERZ, and NICOLE
HeLbic® — llnstitute for Theory of Statistical Physics, RWTH
Aachen University, Germany — 2Department of Microtechnology and
Nanoscience (MC2), Chalmers University of Technology, Gothenburg,
Sweden — 3Peter-Griinberg Institut and Institute for Advanced Sim-
ulation, Forschungszentrum Jilich, Germany

The recent advance of various single-electron sources in solid-state
setups has sparked interest in the investigation of electronic trans-
port at the single-particle level. In our recent work (N. Dittmann,
J. Splettstoesser, N. Helbig, arxiv:1706.04547), we put forward time-
dependent density-functional theory to calculate the dynamics of in-
teracting electrons in single-electron tunneling devices. As a physical
system, we analyze a single-electron source which is built by a quantum
dot tunnel-coupled to a nearby electron reservoir and driven by a time-
dependent gate voltage. By using analogies with quantum-transport
theory, we extract a time-nonlocal exchange-correlation potential for
a Hubbard U on-site interaction on the quantum dot. The time non-
locality manifests itself in a dynamical potential step, which we explic-
itly link to physical relaxation time scales of the electron dynamics.
Finally, we discuss prospects for simulations of larger mesoscopic sys-
tems.

DS 9.2 Mon 15:15 HL 001
Dissipative exchange-correlation functional in QED-TDDFT
— oCaMmILLA PELLEGRINT', ILyaA Toxarry?3, and ANcEL Rusio?#4
— IMax-Planck-Institut fur Mikrostrukturphysik, Weinberg 2, D-
06120 Halle, Germany — 2Nano-bio Spectroscopy Group and ETSF
Scientific Development Centre, Departamento de Fisica de Materiales,
Universidad del Pais Vasco UPV/EHU, E-20018 San Sebastian, Spain
— 3IKERBASQUE, Basque Foundation for Science, 48001 Bilbao,
Spain — 4Max Planck Institute for the Structure and the Dynamics
of Matter, Luruper Chausse 149, 22761 Hamburg, Germany

Time-dependent density functional theory has been recently extended
to treat many-electron systems coupled to quantized electromagnetic
modes. Here we discuss the implications of this approach for the theory
of open quantum systems. In particular we show that in the limit of
continuous spectrum of photon modes, QED-TDDFT naturally leads
to time-dependent density functional theory for dissipative systems
coupled to the Caldeira-Leggett bath. We consider the application to
the Ohmic spin boson model and show that the developed approx-
imation to the exchange-correlation functional describes the natural
linewidth of the electronic linear density response function.

DS 9.3 Mon 15:30 HL 001
Electric and magnetic response properties of solids from
the current density — eRUBEN RoDRicUEZ FERRADAs!, Pina
RoMmaNIELLO?, and ArJAN BerGer! — !LCPQ, University of

Toulouse, France — 2LPT, University of Toulouse, France

The evaluation of the macroscopic polarization and magnetization of
solids is problematic when periodic boundary conditions are used be-
cause surface effects are artificially removed. This poses a problem
unless surface effects can be reformulated in terms of bulk quantities
[1-5]. In this work we show the advantage of calculating electric and
magnetic response properties of solids using the current density as basic
variable. An efficient approach to calculate the current density is time-
dependent current-density-functional theory. We will show results for
optical properties of solids using a recently developed functional [6].
We will also discuss how the magnetization can be described within
this framework.

[1] F. Kootstra, P.L. de Boeij, and J.G. Snijders, J. Chem. Phys.
112, 6517.

[2] J.A. Berger, P.L. de Boeij, and R. van Leeuwen, Phys. Rev. B
71, 155104 (2005).
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[3] P. Romaniello and P.L. de Boeij, Phys. Rev. B 71, 155108 (2005).

[4] J.A. Berger, P. Romaniello, R. van Leeuwen, and P.L. de Boeij,
Phys. Rev. B 74, 245117 (2006).

[5] J.A. Berger, P.L. de Boeij, and R. van Leeuwen, Phys. Rev. B
75, 035116 (2007).

[6] J.A. Berger, Phys. Rev. Lett. 115, 137402 (2015)

DS 9.4 Mon 15:45 HL 001
Coupling Maxwell’s equations to the time-dependent Kohn-
Sham equations: near-field effects and electromagnetic
backreaction — eRENE JESTAEDT!, MicAEL OLiveirRal, ANGEL
RuBiob2:3, and Heiko AppeEL! — Max Planck Institute for the
Structure and Dynamics of Matter and Center for Free-Electron Laser
Science, Germany — 2Center for Computational Quantum Physics
(CCQ), The Flatiron Institute, USA — 3Nano-bio Spectroscopy Group
and ETSF, Universidad del Pais Vasco, 20018 San Sebastian, Spain

Induced currents in large molecular and condensed matter systems are
non-negligible and can affect the conductivity and the optical prop-
erties of the system. In the present work, we have implemented the
real-time propagation of Maxwell’s equations in Riemann-Silberstein
representation to use standard unitary propagation techniques in the
TDDFT code octopus [1]. The Maxwell and the Kohn-Sham system
are coupled via a predictor-corrector method to obtain a self-consistent
time-evolution of the total system [2|. Explicitely solving the micro-
scopic Maxwell’s equations also allows us to determine the optical
properties of the system directly from the Maxwell fields. We show
near-field effects of a full Maxwell-matter and matter-Maxwell cou-
pling for plasmon excitations in metallic nanoparticles [2,3] and for
ring-currents in organic molecules [2].

[1] Alejandro Varas et al., J. Phys. Chem. Lett. 2015, 6, 1891-1898 /
[2] R. Jestddt et al., (to be submitted) / [3] X. Andrade et al., Physi.
Chemistry Chem. Physics 2015, 17 31371-31396

DS 9.5 Mon 16:00 HL 001
Enhanching excitation energy and charge transfer with
strongly correlated light-matter interaction — eCHRISTIAN
ScHAFER!, MicHAEL RUGGENTHALER!, HElkO ApPPEL!, and ANGEL
RuBiob2:3 — Max Planck Institute for the Structure and Dynamics
of Matter, Hamburg, Germany — 2Center for Computational Quan-
tum Physics (CCQ), The Flatiron Institute, 162 Fifth Avenue, New
York NY 10010, USA — 3Nano-bio Spectroscopy Group and ETSF,
Departamento de Fisica de Materiales, Universidad del Pais Vasco
UPV/EHU, San Sebastian, Spain

Forster excitation energy and charge transfer are fundamental pro-
cesses of chemical reactions and connected to interesting quantities
such as correlation. Often this correlation is taken as fixed property
of the system.

In the current work, we present how the coupling to cavity photons
in a minimal realistic molecular system can drastically alter trans-
fer characteristics, e.g. renders the excitation transfer to be distance
independent [1,2]. The photonic interaction can imprint fermionic cor-
relation on arbitrary distances.

The exact real-space description is suited to describe transfer and
correlation in a unprejudiced ab-initio picture and allows us to extend
our insights beyond common quantum-optical approximations.

[1] X. Zhong et al., Angew Chem Int Ed Engl. 56(31), 9034 (2017).
[2] M. Slootsky et al., PRL 112, 076401 (2014).

DS 9.6 Mon 16:15 HL 001
Effects of electronic correlations on the magnetic properties
of organometallic molecules — eSumaNTA BHANDARY and SILKE
BierMANN — Centre de Physique Théorique, Ecole Polytechnique,
91128 Palaiseau, France

The realm of molecular spintronics relies on the external accessibility
of molecular magnetic states. In correlated organometallic complexes,
a delicate balance between the crystal field, Coulomb repulsion and
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dynamical hybridization between metal center and organic ligands dic-
tates the electronic and magnetic properties and often poses challenges
for an accurate theoretical modelling. We have employed density func-
tional theory (DFT), the GW approach and Anderson’s impurity
model (AIM) technique to study the ground state electronic and
magnetic properties of transition metal-based porphyrin and phthalo-
cyanine molecules, both in the gas phase [1] as well as while adsorbed
on surfaces. Our study reveals that the dynamical correlation effects
are important in order to accurately estimate spin-transition energies,
magnetic anisotropy energies as well as the ground state electronic
configurations in the molecular complexes. We have explored the ma-
nipulation of surface molecule interactions to externally influence the
electronic and magnetic properties of the molecular system.

[1] S. Bhandary, M. Schiiler, P. Thunstrém, I. di Marco, B. Brena,
O. Eriksson, T. Wehling, and B. Sanyal, Phys. Rev. B 93, 155158
(2016).

DS 9.7 Mon 16:30 HL 001
Structural, electronic and optical properties of cubic and
tetragonal SrTiO3: a DFT study including many-body effects
— oV1javya BeEcuMm, MarkuUs E. GRUNER, and RossiTza PENTCHEvVA
— Faculty of Physics and Centre for Nanointegration (CENIDE), Uni-
versity of Duisburg-Essen, Duisburg.

SrTiO3 (STO) is of fundamental interest as a substrate material in ox-
ide electronics. The bulk undergoes a phase transition from the cubic
to a tetragonal structure at T=105 K accompanied by characteris-
tic antiferrodistortive rotations of the TiOg octahedra. We present a
systematic comparison of the performance of the gradient corrected
exchange correlation functional (GGA), the strongly constrained and
appropriately normed (SCAN) meta-GGA and the hybrid functional
HSE06 with respect to the electronic, structural and optical proper-
ties of cubic and tetragonal STO. For the tetragonal structure, SCAN
gives a significantly improved description of the structural properties,
comparable to HSEO06, at a computational cost similar to GGA. The
experimental band gap can be reproduced within SCAN with an on-site
Hubbard term (+U), whereas within GGA the gap is underestimated
even for very high U values. We calculate the optical spectrum for both
phases, including many-body effects and excitonic corrections within
the GW+Bethe-Salpeter equation approach, and compare this to pre-
vious theoretical results for the cubic phase [PRB 87, 235102 (2013)]
and experiment [PRB 93, 075204 (2016)|. Funding by the DFG within
SFB1242, project C02 is gratefully acknowledged.

DS 9.8 Mon 16:45 HL 001
Unveiling the mysterious magnetic state of superconducting
iron under pressure — eMATTEO D’AsTUuTO — Institut NEEL
CNRS/UGA UPR2940 25 rue des Martyrs BP 166 38042 Greno-
ble cedex 9 FRANCE — IMPMC, UMR CNRS 7590, Sorbonne

Universités-UPMC University Paris 06, MNHN, IRD, 4 Place Jussieu,
F-75005 Paris, France

Compressed iron undergoes a transition from bcc to hep crystal struc-
ture with a loss of ferromagnetism. The magnetic state of the hcp
phase has been debated for many decades and experiments give seem-
ingly contradictory results. Modssbauer measurements find no mag-
netism, however x-ray emission spectroscopy finds remnant magnetism
and Raman mode splitting suggests symmetry breaking due to anti-
ferromagnetism. These paradoxical results are consistent with either
a paramagnetic state with spin fluctuations faster than Mdssbauer
timescales or an antiferromagnetic state, afmII, which is undetectable
with Méssbauer spectroscopy. We performed neutron powder diffrac-
tion measurements in the hcp phase and do not observe afmll order
down to 1.8 K, while confirming the existence of a local magnetic mo-
ment in the hcp phase with x-ray emission spectroscopy and find it is
intrinsic to this phase (1). This local magnetic moment disappears at
30-40 GPa, exactly the same pressure region where superconductivity
disappears.

(1) B. W. Lebert, T. Gorni J.-P. Rueff, S. Klotz, M. Casula, A.
Juhin, J. M. Ablett, F. Baudelet, T. Straessle, T. Hansen, A. Polian,
P. Munsch, G. Le Marchand, Z. Zhang, M. d’Astuto, article in prepa-
ration.

DS 9.9 Mon 17:00 HL 001
Frist-principle and experimental characterisation of the
electronic properties of CaGaSiN3 and CaAlSiN3: im-
pact of chemical disorder — eJAN MiINAR!, ONDREJ SIPRZ,
RoBIN NikrLaus®, Jonas HausLer3, and WoLFcaNG Scenick® —
INew Technologies Research Center, University of West Bohemia,
Pilsen, Czech Rep., — 2FZU, Academy of Sciences, Czech Rep —
3Department of Chemistry, University of Munich, Munich, Germany

We report a detailed investigation of the electronic, mechanical and
optical properties of the recently discovered nitridogallosilicate Ca-
GaSiN3 which has potential as a LED-phosphor host material. We
focus on chemical disorder effects, originating from the Ga/Si site, and
compared them to those of isostructural CaAlSiN3. We calculate the
elastic moduli and the Debye temperature in terms of quasi harmoni-
cal approximation. Spectral properties like the joint density of states
(JDOS) are evaluated and the absorption, reflectance and energy loss
function are obtained from the dielectric function. The optical band
gap of CaGaSiN3 from experiment is compared to the electronic band
gap in terms of electronic DOS and band structure calculations. All
properties are evaluated for different ordering models of Ga/Si while
the experimentally observed substitutional disorder is accounted for
by utilizing the Coherent Potential Approximation (CPA). We con-
clude a shrinking of the band gap for both CaGaSiN3 and CaAlISiN3
due to atomic disorder, which is unfavorable for potential phosphor
applications [1]. R. Niklaus, J. Minar, J Hausler, W. Schnick, Physical
Chemistry Chemical Physics 19 (13), 9292 (2017)
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Defect and interface formation in SrTiO3 homoepitaxial thin
film growth — eLAura BocurLa, ToNt MARKURT, MARTIN AL-
BRECHT, and JUTTA SCHWARZKOPF — Max-Born-Str. 2, 12489 Berlin,
Germany

SrTiOg3 represents a model system for perovskite materials and is there-
fore in the focus of fundamental research. Despite many studies, its
functional properties and the correlation to atomic defects are not fully
understood so far. Moreover, in many SrTiO3 based devices next to the
structural quality of the epitaxial film itself also the interface between
substrate and film plays a crucial role. Therefore, we have performed
a systematic investigation of the influence of different growth and pre-
growth conditions on the resulting interface and the structural quality
of homoepitaxial films grown by pulsed laser deposition (PLD). Trans-
mission electron microscopy and x-ray diffraction techniques as well
as reflection high-energy electron diffraction are applied to character-
ize films and interfaces. By varying substrate temperature, chamber
pressure and oxygen content the optimal growth conditions for a stoi-
chiometric, point defect-poor interface and film structure are specified.
We found that on the one hand a high oxygen partial pressure during
heat-up prior to film growth leads to an unfavourable surface recon-
struction of the substrate causing a non-stoichiometric substrate/film
interface. On the other hand, the formation of point defects in the
film is correlated to the energetic ion bombardment during film growth
which is reduced with a high process pressure.

DS 10.2 Mon 15:15 E 020
The electric field dependence of the permittivity of SrTiOs —
eJULIAN STOEVER, LAUrRA Bocura, ToNt MARkUT, JOos BOSCHKER,
JUTTA SCHWARZKOPF, MARTIN ALBRECHT, and KLAUS IRMSCHER —
Leibniz Institute for Crystal Growth, Max-Born-Str. 2, 12489 Berlin,
Germany

Resistive switching in SrTiO3 belongs to the interesting applications
in the fast growing field of oxide electronics. Oxygen vacancy diffusion
due to high electric fields in the depletion layer of SrTiO3 Schottky
diodes is a commonly used model to describe the resistive switching
behaviour. The dependence of the permittivity on the electric field
strength has been rarely taken into account for SrTiO3 resistive switch-
ing devices. The permittivity of SrTiO3 is strongly dependent on the
temperature and the electric field. Additionally, capacitance-voltage
and current-voltage characteristics show deviations of the C2-V re-
lation and the thermionic-emission model, respectively. Theoretical
models were developed that assume a non-linear dielectric response of
the crystal [Reich et al. Phys. Rev. B, 91 11 (2015)]. Another ap-
proach is the introduction of a low-permittivity interlayer, as it was
done by Yamamoto et al. [Jpn. J. Appl. Phys. 37 4737 (1998)]. To
verify the theoretical approaches, fundamental measurements of the
permittivity are necessary. We performed permittivity measurements
at different temperatures and electric fields on plate capacitor struc-
tures made of insulating SrTiO3. The results will be compared with
the behaviour of the Schottky diodes and are important for character-
ization methods like deep level transient spectroscopy.

DS 10.3 Mon 15:30 E 020
Theoretical description of the current conduction thor-
ough the Schottky barrier in SrTiO3/Pt based resistive
switching devices — eCaARrsTEN FuNck!, CHRisTOPH BAUMERZ,
ReGINA DrtTMann?, RaiNER WaserRD2) and STEPHAN MENZEL? —
Hnstitute fiir Werkstoffe der Elektrotechnik II, RWTH Aachen Uni-
versity, 52064 Aachen, Germany — 2Peter Griinberg Institut (PGI 7),
Forschungszentrum Jiilich, 52425 Jiilich, Germany

The current transport across Schottky contacts is widely investigated
in many fields of semiconductor technology. Often this current trans-
port is described with a certain conduction mechanism, which connects
the electrical current with an analytical equation. This analytical
expressions are frequently used to explain the experimental current
through resistive switching devices. Especially, the Schottky emis-
sion theory is often applied to SrTiO3 based thin film Schottky con-
tacts. However, this proceeding leads often to physical inconsistencies.
Therefore we developed an atomistic fully quantum mechanical model
based on density functional theory combined with the non-equilibrium
Green’s function formalism. This model will be underlined by single
band transport simulations. As a conclusion of these models we will
show that the often applied Schottky emission theory is insufficient
to describe the electrical current in Nb:SrTiO3/SrTiO3_x /Pt based
resistive switching devices. In contrast it will be shown that a ther-
mally assisted tunneling process is responsible for the current trans-
port across the interface, which crosses over into a direct tunneling for
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higher voltages.

DS 10.4 Mon 15:45 E 020
Pulse kinetic study on HfO2 /TiO2- bilayer resistive switching
memories — oFELIX CUPPERS!, ALEXANDER HARDTDEGEN!, Su-
SANNE HorrMANN-EIFERT!, MORITZ VvON WITZLEBEN?, and ULRICH
BoTTeER? — 1PGI-7, Forschungszentrum Jiilich GmbH, Germany —
2IWE II, RWTH Aachen University, Germany

Memristive devices based on ultrathin metal oxide layers are promising
candidates for future information technology applications. Bilayer ox-
ide stacks of HfO2/TiO2 exhibit enhanced switching stability [1] com-
pared to the respective monolayers. However, the origin of the stability
is not fully understood. Effects under discussion comprise the intrin-
sic current limitation by the titanium oxide layer as well as a change
in the temperature management during switching. Furthermore, the
influence of the intrinsic series resistor on the switching kinetics of the
bilayer cell needs further exploration.

In this study, electrical characterization by pulse measurements of
bilayer oxide stacks of HfO2/TiO2 is done. By variation of time,
voltage, state resistance and pulse geometry, different regimes of cell
performance are identified and characterized. These results allow a
deeper understanding of the kinetics of resistively switching oxide bi-
layer stacks. [1] A. Hardtdegen et al., "Internal Cell Resistance as
the Origin of Abrupt Reset Behavior in HfO2-Based Devices Deter-
mined from Current Compliance Series" 2016 IEEE 8th International
Memory Workshop (IMW), Paris, 2016, pp. 1-4.

DS 10.5 Mon 16:00 E 020
Electrode Influence on the Resistive Switching Performance
in HfOx based RRAM Devices — eBenjaMIN KRAH!, STEFAN
PETzOLD!, ULHAS SHARATH!, EszTER PIiros!, Tom BLOMBERGZ,
Eric JaLacuier?, Marxko TuoMmINEN?, HESSEL SPREYS, SOPHIE
Bernascont?, ETIENNE Nowak?, PHiLiPP KoMissINsKIY!, ERWIN
HiLpEBRANDT!, and LAMBERT ALFF! — 1TU Darmstadt, Darmstadt,
Germany — 2ASM Microchemistry Ltd., Helsinki, Finland — 3ASM
Belgium, Leuven, Belgium — *CEA Leti, Grenoble, France

Resistive switching random access memory (RRAM) is an intensively
investigated candidate for DRAM and FLASH replacement. The re-
sistance of an insulator, sandwiched between two electrodes, can be
modified by an applied voltage generating a soft breakdown of the di-
electric. Hafnium oxide (HfO2) based dielectrics are of high interest
due to their proven CMOS compatibility. Recently, we have shown in
a simple model device how to achieve all reported switching modes, in-
cluding conductance quantization [1]. Here, we investigate in the same
model device (Pt/HfO2/bottom electrode (BE) and Pt/HfOx/BE) the
influence of electrode material on the switching variability and perfor-
mance. As only additional parameter, the oxygen stoichiometry HfOx
is varied. The tested bottom electrodes include TiN, TiWN, WN and
W due to their applicability in the semiconductor industry. We found
that strong oxygen getter electrodes tend to increase the switching vari-
ability and to reduce the reliability. The choice of electrode, therefore,
is a crucial parameter for switching performance.
[1] S. U. Sharath et. al., Adv. Funct. Mater. 27, 1700432 (2017)

DS 10.6 Mon 16:15 E 020
Ab initio study of oxygen vacancy formation and migra-
tion in HfO2 under electric field — eMARTA GIBERTINI, DANIEL
WOoRTMANN, GUSTAV BIHLMAYER, SHIGERU T'SUKAMOTO, and STEFAN
BrucEL — Peter Griinberg Institut and Institute for Advanced Simula-
tion, Forschungszentrum Jiilich and JARA, D-52425 Jiilich, Germany

Among the storage devices investigated so far, resistive random access
memories (ReRAMs) stand out because of the high-speed /high-density
properties and the low energy required for the writing/rewriting cir-
cles. A deep understanding of the role played by point defects and
dopants is important for an optimization of the device functionality.
We present a density functional theory (DFT) study aimed at inves-
tigating the formation energies and the migration energy barriers of
oxygen vacancies in monoclinic HfO5. We look at the dependence of
these properties in bulk and film systems on the magnitude of an ex-
ternal electric field. We also study the influence of Yttrium dopants on
the diffusion. The nudged elastic band method is applied and the DFT
calculations are performed with the electronic structure code jiiRS, a
real-space finite-difference implementation of the projector augmented
wave (PAW) method. The real-space formalism is chosen because it
allows a flexible treatment of the boundary conditions, and therefore,
it is favourable for the application of an external electric field in terms
of a capacitor model. - The work is supported by DFG - SFB 917
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DS 10.7 Mon 16:30 E 020
Filament growth and resistive switching in hafnium oxide
memristive devices — oSVEN DIRKMANN!, JAN KaIser!, CHRis-
TIAN WENGER?, and THoMAS MusseENBROCKS — !Ruhr-Universitét
Bochum, Lehrstuhl fiir Theoretische Elektrotechnik, 44780 Bochum,
Germany — 2IHP, 15239 Frankfurt (Oder), Germany — 3BTU
Cottbus-Senfenberg, Lehrstuhl fiir Theoretische Elektrotechnik, 03046
Cottbus, Germany

Memristive nanostructures are devices that change their resistance
when a voltage is applied to them and maintain their resistance
when removing this voltage. In particular, HfO2 based RRAM de-
vices are under investigation due to their scalability (< 10 nm), sim-
ple fabrication , fast switching speeds and their compatability with
CMOS technology. Here, we report on the resistive switching in
TiN/Ti/HfO2/TiN memristive devices. A resistive switching model
for the device is proposed, based on important experimental and the-
oretical findings and validated using 2D and 3D kinetic Monte Carlo
simulations. The model is coupled to a field solver and different cur-
rent transport mechanisms as direct tunneling, trap assisted tunneling,
ohmic transport, and transport through a quantum point contact have
been taken into account. Important parameter, difficult to measure in
experiments, as the shape of the conductive filament, width of the
filament constriction, current density and temperature distribution,
are calculated. We find that the numerical results are in excellent
agreement with experimentally obtained data. This work is funded by
the German Research Foundation DFG in the frame of Research Unit
FOR2093.

15 min. break.

DS 10.8 Mon 17:00 E 020
Molecular beam epitaxy of Ga203 homoepitaxial (010) thin
films — ePiERO MazzoLINI', CHARLOTTE WOUTERS?, MARTIN
ALBRECHT?, and OLIVER BIERWAGEN! — !Paul-Drude-Institut fiir
Festkorperelektronik, Hausvogteiplatz 5-7, 10117 Berlin, Germany —
2Leibniz-Institut fiir Kristallziichtung, Max-Born-Str. 2, 12489 Berlin,

Germany

Due to some of its peculiar properties like its intrinsic wide bandgap
(Eg = 4.8 eV) and the possibility to tune its transport properties, gal-
lium oxide is recently attracting large interest especially in the field
of power electronic devices. Nonetheless, the future application of
Ga203 is connected to the possibility to obtain a deep control of its
functional properties, i.e. limiting/controlling the presence of defects
(e.g. doping). We here present a study on homoepitaxially grown
B-Ga203 thin films via molecular beam epitaxy on (010)-oriented (-
Ga203 substrates. We thoroughly study the effect of the in-situ surface
cleaning, growth T and metal-to-oxygen flux ratio. The quality of the
deposited gallium oxide homoepitaxial thin films is determined em-
ploying different in-situ (e.g. RHEED) and ex-situ (e.g TEM, AFM,
XRD) characterization techniques.

DS 10.9 Mon 17:15 E 020
Thermal Conductivity of -GasOs Bulk and thin Films —
eMARTIN HANDWERG!, ROBIN AHRLING!, RUDIGER MITDANK!, GUN-
TER WAGNER2, ZBIGNIEW GarLazka?, and Saskia F. Fiscuer!
— INovel Materials Group, Humboldt-Universitit zu Berlin, 12489
Berlin, Germany — 2Leibniz Institute for Crystal Growth, 12489
Berlin, Germany

The transparent conductive oxide 5-GazOj3 is of huge interest for high
power electronics and optoelectronics because of its high band gap
(Eg = 4.7¢V). Knowledge of the thermal conductivity is crucial to
design stable applications.

Here, we investigate the thermal conductivity of thin MOVPE
grown polycristalline 8-Gaz O3 films on sapphire-substrates and single-
crystalline, electrically conductive 8-Ga2Os3 films on insulating Mg-
doped Czochralski-grown 3-GasOs substrates.

In order to measure the thermal conductivity of films and substrates,
we used multiple aspects of the 3w-method: the differential 3w-method
with a separate measurement of the substrate; a variation of multiple
heater lines with different line widths and a 2w approach.

We observe a reduction of the bulk thermal conductivity in depen-
dence of the crystallinity and film thickness. This reduction can be
explained with the reduced mean free path of the phonons due to the
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film thickness and grain sizes. This result, as well as an observed elec-
trical conductivity reduction with decreasing film thickness, leads to a
limitation of thermally influenced applications with films thinner than
~ 150 nm or the need of an improved thermal management.

DS 10.10 Mon 17:30 E 020
Electronic Raman scattering in [S-Ga20Os — eANDREAS
FiepLER!, MANFRED RAMSTEINER?, ZBIGNIEW GALAzKAl, and

Kraus IrMmscHER! — lLeibniz-Institut fiir Kristallziichtung, Max-

Born-Str. 2, 12489 Berlin, Germany — 2Paul-Drude-Institut fiir Fes-
tkorperelektronik, Leibniz-Institut im Forschungsverbund Berlin e. V.,
Hausvogteiplatz 5—7, 10117 Berlin, Germany

Currently, 8-GazOj3 is in the research focus as a material for power
electronic devices because of its anticipated high electric break down
field (= 8 MV /cm). For such applications, doping control is of outer-
most importance. Here we report on Raman spectroscopy investiga-
tions of highly n-type doped [-GazO3s single crystals. For degenerate
material (n > 3 x 10'® ecm~3), we observe Raman lines at about 282
cm~! (with a shoulder at 255 cm™1!) and at about 564 cm~!, which
cannot be assigned to first-order scattering by phonons. These lines
exhibit only a weak temperature dependence and are essentially in-
dependent of the shallow donor species (Sn or Si). We attribute the
doping induced Raman features to electronic Raman scattering caused
by excitation of electrons from an effective-mass like donor impurity
band into the conduction band. This assignment is based on the fact
that the peak position of the low-frequency line coincides with the
ionization energy of effective-mass like donors (= 36 meV) and the oc-
currence of the Raman signals only for doping concentrations exceeding
the Mott criterion. Consequently, the high-frequency Raman line at
564 cm™! (= 2 x 282 cm™1) is explained by second-order electronic
Raman scattering.

DS 10.11 Mon 17:45 E 020
Analysis of the conductivity anisotropy of [-GaxO3 using
Van der Pauw measurenemts — oCHRISTIAN GoLz!, ZBIGNIEW
GaLazka?, FariBa Harami', W. Tep MasseLiNk!, and OLIVER
BIERWAGEN? — lDepartment of Physics, Humboldt-Universitit zu
Berlin, Newton-Str. 15, D-12489 — Z2Leibniz Institute for Crys-
tal Growth, Max-Born-Str. 2, D-12489 — 3Paul-Drude-Institute,
Hausvogteiplatz 5-7, D-10117

Using Van der Pauw measurements, the conductivity anisotropy of (-
Gap O3 was analyzed. The structural asymmetry due to the monoclinic
lattice structure of 5-GagO3 translates into anisotropic properties like
optical absorption and thermal conductivity. Due to an anisotropic ef-
fective mass and anisotropic scattering rates (e. g. due to anisotropic
phonon modes), conductivity might be anisotropic as well. Square
shaped -GagO3 high quality bulk samples oriented in several surface
orientations with lithographically processed contacts were analyzed for
temperatures between 10 K and 375 K. The results were translated into
the conductivity tensor (both diagonal and off-diagonal elements) by
comparing them to finite element simulations of the potential in each
sample and calculation of a two-dimensional conductivity tensor in the
coordinate system of the sample edges. Less than 5% anisotropy were
found at and above room temperature, where isotropic conductivity is
within the experimental error. Larger anisotropies were found at low
temperatures (about 30% at 10 K) and for a samples having a large
number of low-angle grain boudaries (anisotropy above a factor of 20
at 50 K, but only 12 % at 365 K).

DS 10.12 Mon 18:00 E 020
Carrier mobility in crystalline MOVPE-Ga203-films —
oRUDIGER MITDANK!, ROBIN AHRLING!, MARTIN HANDWERG!, GUN-
TER WAGNER2, ZBIGNIEW GarLazka2?, and Saskia F. FiscHer! —
LAG Novel Matirials, Institut fiir Physik der Humboldt-Universitit zu
Berlin, Newtonstr. 15, 12489 Berlin, Germany — 2Leibniz-Institut fiir
Kristallziichtung, Max-Born-Str. 2, 12489 Berlin, Germany

We demonstrate the results of Hall- and van-der-Pauw measurements
for Si-doped £-Ga203 MOVPE layers with a thickness 30nm < t <
230 nm between T = 50 K and 300 K. The homoepitaxial layers were
grown on isolating substrates with Mg-doping. At high temperature
T, the mobility is dominated by scattering of electrons at polar optical
phonons, at low T by scattering at ionized impurities. A mobility limit
for T = 300K and t >100nm of 140 (cm*cm)/Vs was found in the case
of pure electron-phonon interaction. For t < 100 nm the mobility de-
creases strongly. The reduction of the carrier mobility due to surface
scattering and propagation of electron waves in thin films is discussed.



Berlin 2018 — DS

Tuesday

DS 11: Thin Film Properties: Structure, Morphology and Composition (XRD, TEM, XPS,
SIMS, RBS, AFM, ...): Session Il

Time: Tuesday 9:30-13:15

DS 11.1 Tue 9:30 H 0111
Ni:SrTiO3 thin films — eFaTiMa ALARABL'2, RosTISLAV MEDLINZ,
Lucie Prusakova?, PavorL SutTa?, LAURENT NicoLai?, CHRISTINE
RicHTER!, KaroL Hricovint!, and JAN MINARZ2 — 1University of
Cergy-Pontoise, Paris, France — 2University of West-Bohemia, New

technologies research centre, Plzen, Czech Republic

Strontium titanate (SrTiO3, STO) is a bulk insulator with a band gap
of 3,2eV in its cubic phase at room temperature. Specific properties of
pure STO like very large dielectric constant and high resistivity make
it an interesting material for different applications in microelectronics,
optics and in advanced ceramics. By doping with transition metals or
oxygen vacancies, STO becomes electrically conductive and the band
gap width is modified. Here we report the fabrication, structure and
electronic properties of Nickel doped STO (Ni:STO) thin films. The
films with different Ni concentrations were prepared by reactive co-
sputtering in reactive magnetron units using pure STO and Ni tar-
gets. X-ray diffraction, TEM, EELS and XPS techniques were used
to characterized the effect of Ni concentration in STO on crystallinity
and electronic properties as compared to pure STO. We performed as
well calculation of the band structure using SPR-KKR package.

DS 11.2 Tue 9:45 H 0111
Experimental and computational analysis of grain growth in
ultrafine-grained thin films — eAnu ONct/!, THORSTEN HALLEZ,
and DANA ZOLLNER® — lInstitute of Experimental Physics, Otto-
von-Guericke University Magdeburg, Germany — 2Institute of Materi-
als and Joining Technology, Otto-von-Guericke University Magdeburg,
Germany — 3B CUBE Center for Molecular Bioengineering, Technis-
che Universitdt Dresden, Germany

Grain microstructures of polycrystalline solids have an immense im-
pact on materials properties. While investigations of bulk materials
it is generally assumed that surfaces or interfaces are negligible. For
thin films, surface effects are very important. If during grain growth in
such films the average grain size reaches the order of the layer thickness,
grain growth slows down or even comes to a halt. Analytic theories of
nano- and microcrystalline grain growth of thin films are often in good
agreement with numerical results using computer simulations, analytic
size distributions or topological correlations between grains rarely cap-
ture the experimental features. One reason for this disagreement can
be found in the simple fact that the experimental samples are of 3D
nature, but are commonly measured in 2D and compared to 2D simu-
lations. In the present work, we analyze the grain microstructures of
ultrafine-grained thin metallic films experimentally and compare the
results to 3D computer simulations.

DS 11.3 Tue 10:00 H 0111
Structural and magnetic properties of FePt-Tb alloy thin
films — eNaTaLIIA SAFONOVA and MANFRED ALBRECHT — Exper-
imental physics IV, Institute of Physics, University of Augsburg, D-
86159, Augsburg

Magnetic materials designed for ultrafast all-optical switching of mag-
netization are of high interest from a fundamental as well as technolog-
ical point of view [1, 2|. In this study, two series of (FePt)(1-x)Tb(x)
ternary alloy thin films with a thickness of about 10 nm were sputter
deposited on MgO(100) substrates at 530°C (series I) and 700-770°C
(series II). The Tb content x was varied in the range 5 - 28 at.%. Se-
ries I reveal limited LL10 chemical ordering with an in-plane easy axis
at room temperature. By addition of Tb higher than 11 at.%, a loss
in crystallinity was observed. It is suggested that Tb is located as an
interstitial atom to the FePt lattice, adding elastic stress to the lattice,
eventually leading to amorphization of the local Tb environment. At
low temperatures a spin reorientation transition (SRT), indicated by
the appearance of strong perpendicular magnetic anisotropy (PMA),
was observed. The SRT temperature increases linearly with addition
of Tbh. Higher deposition temperatures of 700-770 °C (series II) pro-
mote L10 chemical ordering with (001) orientation and strong PMA
of 1.2 MJ/m3 at 300 K. However, with addition of Tb up to 6 at.%,
PMA as well as coercivity get strongly reduced.
[1] A. Kirilyuk et al., Rev. Mod. Phys. 82, 2731 (2010).
[2] A. Hassdenteufel et al., Phys. Rev. B 91, 104431 (2015).
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DS 11.4 Tue 10:15 H 0111
Structural analysis of epitaxial BazSiO4 thin films grown on
Si(100) — eJuriaNn KocH and HErRBERT PFNUR — Leibniz Univer-
sitdt Hannover, Inst. fiir Festkorperphysik, Appelstr. 2, 30167 Han-
nover

BaySiOy4 is a very promising candidate as a high-k dielectric. Epitaxial
films grown in a previous study [1] have shown a dielectric constant of
22.8 £ 0.2, band offsets to p-Si(100) of over 2 €V, a high temperature
stability up to desorption at around 750 °C and an acceptable leakage
current of 3 mA/cm? at -1 V. Unfortunately, these films still feature
a high density of interface traps. The primary cause of this is most
likely the growth mode of the silicate films, which were produced by
heating the Si(100) substrate during the growth of a BaO film, so that
a diffusion of Si from the substrate to the film occured turning the BaO
into BagSiO4. This process resulted in an atomically rough interface
in a geometric and possibly also in a chemichal sense. Moreover, only
the first 5 nm close to the interface turned out to be crystalline.

This study aims to improve the structural quality of the BasSiOy4
films by employing a co-deposition growth method, in which Ba and
Si are evaporated simultaneously in an oxygen atmosphere. This elim-
inates the need for the Si diffusion. The chemical composition and the
crystallinity of the films are investigated using XPS and SPA-LEED,
respectively. To further investigate the crystalline growth, crystal ori-
entation and thickness HRTEM is used.

DS 11.5 Tue 10:30 H 0111
Ionic and Ferroelectric Behavior of SbSI Films — eSArRA SAND,
Ka Kan WonNgG, SusanNE T. BIRKHOLD, EUGEN ZIMMERMAN, and
Lukas ScuMIDT-MENDE — University Konstanz, Konstanz, Germany

Thin film solar cells display many benefits due to their solution-based
processing, allowing for inexpensive manufacturing and the possibility
of devices on flexible substrates. Recently, perovskite solar cells have
dominated this area of research due to their rapidly increasing effi-
ciency, but this material still has many drawbacks due to its toxicity
and lack of durability. Antimony sulfoiodide (SbSI) has been identified
as a promising material for these applications, because it is much more
stable and is similarly defect tolerant. It also has ferroelectric behavior
with phase transition around room-temperature and its ionic charac-
teristics. These two properties have been largely discussed in reference
to perovskites, but, as of yet, their role in solar cell function is not well
understood. The aim of this study is to investigate the ferroelectric
and ionic characteristics of SbSI and their impact on solar cell devices.
However, SbSI solar cells have not yet been reported in literature, as
typical SbSI films possess very uneven surface structures composed of
large crystallites. Here we present a novel approach to control the film
formation of SbSI. By performing the two-step conversion process of
SbSI under elevated pressure within a hot press, even and dense films
of SbSI are achieved. Application of these films into devices will allow
us to compare ferroelectric and ionic properties of perovskite and SbSI
solar cells.

DS 11.6 Tue 10:45 H 0111
Orientation-dependent chemistry and band-bending of Ti
thin layers on polar ZnO surfaces — ePaATRIzZIA BORGHETTI,
Younes MoucuaaLb?, ZongBEl Darl, GREGory CaBaiLu!, REMI
Lazzarit, and JacQues JupiLLE! — 1Sorbonne Universités, Institut
des NanoSciences de Paris, F-75005, Paris, France. — 2Laboratoire
de Physique des Couches Minces et Matériaux pour I’Electronique
(LPCMME), Université d’Oran 1 31000, Oran, Algeria

Next to its use to create ohmic contacts, the deposition of titanium on
ZnO is known to promote adhesion for noble metals in optical coatings
for glazings, to enhance the gas sensor properties of ZnO and to set up
resistive random access memories. However the detailed mechanism of
interface reactivity and the role of the surface orientation of ZnO in
terms of species profile and chemical state are not yet resolved. In the
present work, orientation-dependent reactivity and band-bending are
evidenced by X-ray photoemission spectroscopy upon Ti deposition (1-
10 A) on the polar ZnO(0001)-Zn and ZnO(000-1)-O surfaces [1]. On
Zn-ZmO, Ti reduces ZnO to form a Ti oxide, while on O-ZnO, the de-
position of Ti gives rise to the formation of a (Ti, Zn, O) compound. A
similar chemistry is observed upon annealing the Ti adlayers, although
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with very different activation temperatures, 500 K on O-ZnO and 700
K on Zn-ZnO. Those orientation-dependent behaviours are expected
to strongly affect applications relying either on thin Ti/ZnO films and
partly explain why Ti/ZnO electrical contact properties are quite scat-
tered and depend on annealing treatments and crystal orientation.

[1] P. Borghetti et al., Phys. Chem. Chem. Phys., 2017, 19, 10350.

DS 11.7 Tue 11:00 H 0111
Vertically aligned metal-ceramic nanocomposites: Self-
assembly of ultrathin metallic nanowires embedded in ox-
ide matrices — eMaRcEL HenNEs!, X1aoroNG WENG!, DOMINIQUE
DemaILLE!, SArRAaH Hipki!, EmiLIANO FonDpAZ2, YUNLIN ZHENG!, and
Franck VipaL! — 1INSP, UPMC Sorbonne Universités, CNRS UMR
7588, 4 place Jussieu, 75005 Paris, France — 2Synchrotron SOLEIL,
91192 Gif-sur-Yvette, France

Vertically aligned metal —ceramic thin films constitute a novel class
of hybrid materials characterized by the presence of metallic nanopil-
lars embedded in a planar oxide matrix. For the development of these
nanocomposites, pulsed laser deposition (PLD) synthesis relying on
self-organized growth has recently emerged as a novel technique, com-
plementing conventional template-assisted methods. On the one hand,
self-assembly based procedures avoid cumbersome intermediate steps
and permit to create arrays of ultrathin nanowires (d < 5nm) with
extremely high densities (p > 10'!/cm?). On the other hand, the
metallic and oxide phases exhibit vertical epitaxial coupling, which
paves the way for strain engineering and synthesis of artificial multi-
ferroics. In the present contribution, we present results on magnetic
nanocomposites and put special emphasis on the possibility to grow
alloy wires (CozNij—z and CozPt1—.), a simple and efficient strategy
to control the magnetic anisotropy of the system. We also address
remaining hurdles that have to be overcome to achieve full control of
the final thin film nanoarchitecture.

15 min. break.

DS 11.8 Tue 11:30 H 0111
Growth of organic thin films on modified TiO2(110) surfaces
— eKonNRrAD SzaiNal, Markus KraTzer?, Dominik WRanal, Wo-
JclIEcH BErzal, BENEDYKT JANY!, JacoB GENSER?, FRANCISZEK
Krok!, and CHRISTIAN TEICHERT? — !Marian Smoluchowski Insti-
tute of Physics, Jagiellonian University, Krakow 30-348, Poland —
2Institute of Physics, Montanuniversitaet Leoben, Franz Josef Strafe

18, 8700 Leoben, Austria

The detailed growth morphology of vapor deposited para-hexaphenyl
(6P) as model system of small organic molecules on modified
TiO2(110) surfaces has been investigated by means of scanning probe
microscopy. As substrates, atomically flat, air passivated and rippled
ion beam modified TiO2(110) surfaces have been used. On pristine
TiO2(110) crystalline needles consisting of flat lying 6P molecules are
formed which extend along the [1-10] substrate direction. In contrast,
on air exposed and ion beam modified surfaces island growth with an
upright standing molecular configuration is favored. [1,2,3] The mech-
anisms that trigger the transition from flat lying to upright standing
structures are discussed. Further the change in the stability of the 6P
structures due to ion beam induced substrate rippling was tested by
atomic force microscopy and is discussed.|3]

[1] M. Kratzer et al. PCCP 16, 26112 (2014)

[2] D. Wrana et al. JPCC 119, 17004 (2015)

[3] K. Szajna et al. JCP 145, 144703 (2016)

DS 11.9 Tue 11:45 H 0111
Hafnium oxide interface formation during ALD oxide growth
on pure Hf films for resistive switches — eSTEPHAN AUSSEN,
ALEXANDER HARDTDEGEN, THOMAS HEisig, CHRISTOPH BAUMER,
RecINA DiTTmMANN, and SUSANNE HOFFMANN-EIFERT — Peter Griin-
berg Institut and JARA-FIT, Forschungszentrum Jiilich GmbH, 52425
Jilich, Germany

Oxygen exchange and drift/diffusion processes play a major role in
redox-based resistive switching random access memories. Therefore,
understanding oxidation/reduction reactions taking place already dur-
ing the growth process is of utmost importance. In this study we inves-
tigate the oxidation behavior of pure Hf during atomic layer deposition
(ALD) of stoichiometric oxide films (M’O) as AlpO3, TiO2 and HfO2
and the switching behavior of the resulting stacks. 25 nm thick sput-
tered Hf films with a low surface roughness < 0.2 nm were transferred
under ultra-high vacuum conditions into an ALD system. Oxide lay-
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ers were deposited at temperatures between 160 °C and 280 °C from
amino-based precursor and Ogz-plasma. The resulting stacks were in-
vestigated by angle resolved X-ray photoelectron spectroscopy to de-
termine the thickness of the formed interfacial HfOy layer as well as the
valence states of the involved metal cations. The effect of the different
ALD processes, e.g. AloO3 as passivation layer, and influence of the
temperature on Hf oxidation are discussed. In addition, complemen-
tary resistive switching experiments performed on equivalent stacks,
i.e. Pt/M'O/HfO«/Hf, revealed influence of the HfOy interface for-
mation on the switching behavior.

DS 11.10 Tue 12:00 H 0111
Epitaxial Ag thin films grown on biaxially textured IBAD-
MgO template layers — oSEBNEM Yazici! and MATTHIAS
WurTtic? — 1. Physikalisches Institute, RWTH Aachen, Germany
— 2]. Physikalisches Institute, RWTH Aachen, Germany

The heteropitaxial growth of thin metal films on ceramic substrates is
of great scientific and industrial interest, due to their applications in
electronic interconnects as well as catalysis and optical coating ap-
plications. Therefore, it is very important to examine the growth
mechanism of the metal layer including wetting behavior to control
crystalline properties and to determine the grain orientations as well
as strain relaxations and electron transport mechanisms.

Biaxially ordered films produced by ion beam assisted deposition
(IBAD) provides good templates for the heteroepitaxial growth of the
functional layers. MgO is a very promising template layer for epitaxial
Ag thin film growth since MgO can be deposited with rapid biaxial
texture formation via IBAD technique. Besides, very similar in-plane
lattice constants of Ag(100) and MgO(100), results in 4-fold symmet-
ric cube-on-cube epitaxy. In this work, Ag thin films were deposited
via magnetron sputtering on IBAD-MgO layers in order to study epi-
taxial relationship and electron transport mechanism of very thin Ag
films. Biaxial texture formation in MgO layer depending on MgO layer
thickness was investigated. Additionally, effects of post deposition an-
nealing on Ag films grown on IBAD MgO films were analysed regarding
crystallinity-texture improvement, stress relaxation and surface rough-
ness via high resolution X-ray diffraction and AFM, respectively.

DS 11.11 Tue 12:15 H 0111
Influences of growth kinetics on interface structure and
magnetism in La,,3Sry,3FeO3/Lay/3Sr; ;sMnO3 heterostruc-
tures — eMarkUs Wascuk!, JorG VoiaT!, PAUL ZAKALEK!,
Jurt BartHEL?, and Tnomas BrockeL! — !Forschungszentrum
Jillich GmbH, Jiilich Centre for Neutron Science (JCNS-2) and Pe-
ter Griinberg Institut (PGI-4), JARA-FIT, 52425 Jiilich, Germany —
2Forschungszentrum Jiilich GmbH, Ernst Ruska-Centre for Microscopy

with Electrons (ER-C-2), 52425 Jiilich, Germany

Transition metal oxide heterostructures like La;,35r;/3FeO3/
Lay/3Sr; /3MnO3 (LSFO/LSMO) has been chosen as a model system
to study the interfacial coupling between an antiferromagnet (LSFO)
and a ferromagnet with regard to different growth kinetics. Two epi-
taxial heterostructures (LSFO/LSMO and LSMO/LSFO) were grown
with a combination of oxide molecular beam epitaxy and high oxygen
sputtering on (001)-oriented SrTiO3 substrates. Subsequent struc-
tural analysis with e.g. scanning transmission electron microscopy
and energy dispersive X-ray spectroscopy revealed that the interface
morphology depends crucially on the growth order. The interface in
LSMO/LSFO is dominated by iron interdiffusion from the LSFO into
the LSMO layer in at least nine monolayers, where Fe occupies the
Mn sites. This leads to significant changes of the magnetic properties
within the interface region. In contrast, LSFO/LSMO exhibits a sharp
interface. Polarized neutron reflectometry was used to investigate the
magnetization profile of both samples and revealed a highly reduced
magnetization at the interface for the case of interdiffusion.

DS 11.12 Tue 12:30 H 0111
Room temperature atomic layer deposition for perovskite
solar cells — eMaLcorzata Kor!, Lukas KEGELMANN2, PETER
Kus3, Naraviya Tsup?, Iva MATOLINOVA®, STEVE ALBRECHTZ,
ViapimiR MatoLin®, and DieTER ScuMEISSER! — 1BTU Cottbus-
Senftenberg, Konrad-Wachsmann-Allee 17, 03046 Cottbus
2Helmholtz-Zentrum Berlin fiir Materialien und Energie GmbH, Insti-
tut fiir Silizium-Photovoltaik, Kekuléstrafte 5, 12489 Berlin, Germany
— 3Department of Surface and Plasma Science, Charles University,
Prague, 18000, Czech Republic

After few years of efficiency driven research on perovskite solar cells,
the focus now is shifting to understand the underlying processes gov-
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erning the high efficiency and also to obtain long-term stable devices.
Among various deposition methods, atomic layer deposition (ALD)
may represent one of the best options, being possible to coat sub-
strates in a very efficient way and at very low temperatures. In our
previous work [1] we reported that the efficiency of the solar cell con-
taining aged perovskite film can be enhanced twice while covering the
perovskite with a thin ALD alumina film at room temperature. In
this work, the chemical, electronic and morphological properties of the
fresh perovskite film treated by ALD pulses of the trimethylaluminium
and water at room temperature investigated using X-ray Photoelectron
Spectroscopy and Field Emission Scanning Electron Microscopy will be
discused and correlated with the solar cells performance and stability.
[1] M. Kot et al., ChemSusChem 2016, 9, 3401.

DS 11.13 Tue 12:45 H 0111
characterization of diamond

L, MiNnGJiaN Wu?2,
1

Fabrication and structural
coated tungsten tips — eALEXANDER TAFEL
ERDMANN SpPIEKER?, PETER HOMMELHOFF!, and JURGEN RISTEIN
— !Department Physik, Friedrich-Alexander-Universitit Erlangen-
Niirnberg (FAU), 91058 Erlangen — 2Department Material Sci-
ence, Institute of Micro- and Nanostructure Research Center
for Nanoanalysis and Electron Microscopy (CENEM), Friedrich-
Alexander-Universitiat Erlangen-Niirnberg (FAU), 91058 Erlangen

Coating metal nanotips with a negative electron affinity material like
hydrogen terminated diamond promises a high brightness photocath-
ode. Dip seeding in detonation diamond suspensions in combination
with nitrogen flow towards the tip apex and subsequent plasma en-
hanced chemical vapor deposition results in thin and dense diamond
films along the tip from shaft to apex. The seeding density can even be
controlled locally by the nitrogen flow, which counteracts forces occur-
ring during solvent evaporation. With this technique a homogeneous
coating of a complete tip with a dense and 100 nm thin diamond film
as well as a selective coating of the tip apex only with 20 nm thin di-

amond were achieved. (HR)TEM and electron diffraction reveal that
columnar nanocrystalline diamond with <110> texture and graphitic
tissue between the grains was grown on the tungsten tip. An average
of 17 % sp?-bonded carbon is estimated from the fine structure of the
C(1s) electron energy loss spectrum.

DS 11.14 Tue 13:00 H 0111
Formation and thermal stability of co-evaporated lead halide
perovskite thin films (ABX3, A=MA,Cs; B=Pb; X=I,Br,Cl)
analysed by in situ XRD — ePauL Pistor, THoMAS Burwig,
CarLo Brzuska, RENE Csuk, WoLrFGANG FRANZEL, and ROLAND
ScHEER — Martin-Luther-Universitit Halle-Wittenberg, Halle(Saale),
Deutschland

Methyl ammonium (MA) lead halide perovskites (e.g. MAPbDI3) are
widely used to prepare efficient solar cells. In our group with have built
a co-evaporation chamber equipped with a dedicated X-ray diffrac-
tometer, which allows us to study the formation and evolution of the
different phases during thin film growth and under thermal stress. In
this contribution, we show our investigation of the formation of single
halide MAPbIs, MAPbBr3s and MAPbCI3 thin films and their ther-
mal decomposition into lead halides at temperatures between 150°C
-250°C. Furthermore, the miscibility of MAPbI3 and MAPbBr3 is an-
alyzed in detail. We find a preference for phase segregation if the
formation is induced with PbBra precursors, in contrast to the case
where Pbls is used.

Then, MAPbX3 is compared to its inorganic CsPbX3 counterparts,
where e.g. a stable cubic perovskite structure is easily obtained for
CsPbBrs, while for CsPbl3 two polymorphs with cubic and orthorhom-
bic crystal structure are observed at room temperature. Finally, we
find that the inorganic CsPbX3 thin films are thermally more stable
and decompose at much higher temperatures (>300°C) through the
evaporation of the PbXs, leaving behind the corresponding cesium
halide.

DS 12: 2D Materials: Session Il (joint session DS/CPP/HL)

Time: Tuesday 9:30-13:15

DS 12.1 Tue 9:30 H 2032

Structural and electronic interactions in vdW heterostruc-
1

ture MoSe2/few-layer-graphene — eMINH TUAN DAU', MAXIME
GAY!, DANIELA DI FELICE2, CELINE VERGNAUD!, ALAIN MARTY!,
1 1 1

CYRILLE BEI(}.NE’]7 GILLES RENAUD", OLIVIER RENAULT", PIERRE

MALLET?, TOAI LE-QUANG?, JEAN-YVES VEUILLEN®, LOIC HUDER', VIN-
CENT RENARD!, CLAUDE CHAPELIER!, GIOVANNI ZAMBORLINI*, MAT-
4 4 2 1

TEO JUGOVAC®, VITALIY FEYER®, YANNICK DAPP?, PASCAL POCHET',
and MATTHIEU JAMET! — 'INAC-SPINTEC-PHELIQS-MEM, LETI,
CEA/CNRS, Univ. Grenoble Alpes, F-38000 Grenoble, France —
2SPEC, CEA, CNRS, Univ. Paris Saclay, CEA Saclay, 91191 Gif-
sur-Yvette cedex, France — ®Institut Néel, CNRS, Univ. Grenoble
Alpes, F-38000 Grenoble, France — “Peter Griinberg Institute (PGI-
6), Forschungszentrum Jiilich GmbH, D-52425, Jiilich, Germany

We have employed surface-sensitive techniques ranging from atomic
resolution (STM-STS) to microscopic scale (synchrotron diffraction,
photoemission electron microscopy k-PEEM) in order to probe struc-
tural and electronic properties of the van der Waals (vdW) hetero-
juction: MoSe2/few-layer-graphene grown by molecular beam epitaxy.
We find that the crystallographic directions of the MoSe2 lattice align
perfectly along the ones of graphene, resulting in only one commen-
surate configuration. Furthermore, we observe a clear evolution of
the band structure of the heterojunction compared to the one of bare
few-layer-graphene. Indeed, we evidence a large bandgap opening in
few-layer-graphene resulting from significant charge transfer between
vdW layers.

DS 12.2 Tue 9:45 H 2032
Interplay of magnetization between graphene and magne-
toelectric multiferroics — eZeiLa Zanorur — RWTH Aachen
Uiniversity, Aachen, Germany

Graphene and magnetoelectric multiferroics are promising materials
for spintronic devices with high performance and low energy consump-
tion. We combine the features of both materials by investigating from
first principles the interface between graphene and BaMnO3, a mag-
netoelectric multiferroic. We show [1] that the hybrid systems behaves
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Location: H 2032

as a spin filter. Electron charge is transferred across the interface and
magnetization is induced in the graphene sheet due to the strong in-
teraction between C and Mn. A remarkably large proximity induced
spin splitting of the Dirac cones (300 meV) is achieved and doping can
make the high-mobility region of the electronic bands experimentally
accessible.

Going further, we investigate spin dynamics at finite temperature
using a Monte Carlo approach with exchange coupling parameters fit-
ted from first principles. We find that graphene strongly affects the
magnetic properties of the substrate, beyond the interface layer, and
induces a softening of the Mn magnetization.

Spin Orbit Coupling calculations reveal that the influence of
graphene on the substrate is even more radical and is able to change
the direction of the easy axis with respect to the bare BaMnOgs sur-
face. We predict a Rashba splitting of the electronic bands near the K
point, and the presence of a Quantum Anomalous Hall effect.

[1] Z. Zanolli, Sci. Rep., 6 (2016) 31346

DS 12.3 Tue 10:00 H 2032
Gate-Dependent Vacancy Migration in Graphene — eRoHIT
Baar! and MukuL Kasir!-2 — 1Department of Physics, Indian In-
stitute of Science Education and Research, Pune, India — 2Center for
Energy Science, Indian Institute of Science Education and Research,
Pune, India

Graphene based ultrathin devices offer significant advantage due to
their high carrier mobility and a gate-tunable carrier density. How-
ever, the experimental observations of vacancy diffusion near room-
temperature can potentially lead to undesirable void formation and/or
edge modification of such devices. Combining transition state theory
with first-principles method, we investigate the microscopic vacancy
migration mechanism in graphene and its dependence on gate voltage.
The intrinsic vacancy diffusion involves a concerted motion of atoms
along with an out-of-plane displacement, which is unique to graphene
compared with other 2D materials. We further investigate the migra-
tion mechanism under gate voltage and find that the activation barrier
non-monotonically increases for both electron and hole doping. The
trend in activation barrier is explained via collective-phonon stiffening.
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We estimate a 107-fold decrease in vacancy diffusivity at room temper-
ature. Thus, our findings reveal that the graphene-based devices will
not degrade further under device operating condition through vacancy
migration.

DS 12.4 Tue 10:15 H 2032
Transition between rhombohedral and Bernal stacking in
multilayer graphene flakes — eFaBIAN RuDOLF GEISENHOF!,
FeLrx WINTERER!, and RaALrF THOMAs WrrTz"2 — IPhysics of
Nanosystems, Physics Department, Ludwig Maximilians Universitat
Miinchen — 2NanoSystems Initiative Munich (NIM) and Center for

NanoScience (CeNS)

Quantum transport in multilayer graphene is interesting in many
aspects. For example, it was shown that in ultraclean samples of
graphene bilayers [1] and recently also multilayers [2], the exchange
interaction leads to a novel phase, who’s nature is currently still under
debate. At the heart of answering this question is knowledge of the lo-
cal stacking order during charge transport experiments. Here, we show
that the fabrication process has an impact on the structural properties
of the flakes. It can lead to the formation of ripples and even to a
non-local transition from ABC to ABA stacking. This transformation
has been identified by spatially resolved Raman and scattering SNOM
measurements, and we discuss possible reasons.

[1] R.T. Weitz, M.T. Allen, B.E. Feldman, J. Martin, and A. Ya-
coby, ”Broken-symmetry states in doubly gated suspended bilayer
graphene”, Science 330, 812 (2010)

[2] Y. Nam, D.-K. Ki, M. Koshino, E. McCann and A.F Morpurgo,
”Interaction-induced insulating state in thick multilayer graphene”, 2D
Mater. 3 045014 (2016)

DS 12.5 Tue 10:30 H 2032
Chemical vapour growth and delamination of «o-MCI3
nanosheets (M Ru, Mo, Ti) — eMarriN GRONKEDZ,
SiLke HampeL!, Peer ScumipT?, DANNY PonrLEpp!, NADINE
BronkaLLal, and BERND BUcHNER! — Leibniz Institute for Solid
State and Materials Research, Dresden, Germany — 2Brandenburg

University of Technology Cottbus-Senftenberg, Germany

The two dimensional honeycomb structure of graphene with one
monoatomic layer gave an idea to the introduction of other materials
with congeneric pattern. Next to carbon based graphene, black phos-
phorus and binary transition metal chalkogenides, transition metal
halides were highly profiled in theory. Among the interest for different
materials with strong anisotropic bonding-dependent interactions, re-
sulting frustration effects in honeycomb structures could stabilize new
pattern of cooperative magnetic interactions. One candidate to realize
a Kitaev Heisenberg (KH) model is the 2D layered honeycomb magnet
a-Rutheniumtrichloride (a-RuCl3). Physical properties in nanoscale
systems may differ from the respective bulk phase and could even
lead to novel physical properties. We herein present to our knowl-
edge the first approach to synthesize phase pure a-RuCl3 crystals on
the nanoscale on a substrate via chemical vapour transport (CVT).
Beyond that we reveal capabilities to generate thin 2D structures of
isostructural compounds like a-MoCl3 and a-TiCl3 on a suitable sub-
strate by means of CVT. Furthermore we show how to increase the
number of nanosheets on as grown substrates by different delamina-
tion techniques.

DS 12.6 Tue 10:45 H 2032
Suppression of excitonic absorption in few-layer GaSe —
eARNE Bupwrc!, DiNEsH Yapav!:2, ALEXANDER GRuUPP!, AL-
FRED LEITENSTORFER', Maxiv TrusHIN'3, FaBian Paury!:?, and
DANIELE Bripa®! — !Department of Physics and Center for Applied
Photonics, University of Konstanz, D-78457 Konstanz, Germany —
2Qkinawa Institute of Science and Technology Graduate University,
Onna-son, Okinawa 904-0395, Japan — 3Centre for Advanced 2D Ma-
terials, National University of Singapore, 6 Science Drive 2, Singapore
117546

We study the thickness dependent optical absorption of GaSe via
highly sensitive differential transmission measurements. Controlling
the number of individual layers in a GaSe nanosheet, we observe a
suppression of the excitonic transition below a critical value of 8. Ab-
initio modelling enables us to attribute this behavior to a fundamental
change in the band structure which, in thin GaSe, leads to a valence
band shaped as an inverted Mexican hat. The observed modulation
of the optical properties is intrinsic and does not require control via
external parameters like substrate material or an applied electric field.
Therefore GaSe provides attractive resources for the development of
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functional optoelectronic devices based on a single material.

DS 12.7 Tue 11:00 H 2032
Lateral heterostructures for sensing small molecules: elec-
tronic current features — GANESH SivaraMaN!, Frank C.
Maier!, FaBio A.L. pe Souza?, Robrico G. AmoriM3, WAN-
DERLA L. ScopeL2?, RaLpH H. ScHEICHER?, and eMaria Fyral —
Hnstitute for Computational Physics, University of Stuttgart, Ger-
many — 2Departamento de Fisica, Univer- sidade Federal do Espirito
Santo, Brazil — 3Universidade Federal Fluminense, Departamento de
Fisica, Volta Redonda/RJ, Brazil — 4Department of Physics and As-

tronomy, Materials Theory, Uppsala University, SwedenDe

Using density functional theory based calculations with the non-
equilibrium Greens functions approach, we study in detail the struc-
tural, transport, and electronic properties of two types of lateral 2D
heterostructures. The first is a combination of graphene with hexago-
nal boron-nitride (G/hBN). The second is a (1T) metallic MoS2 phase
embedded in a (2H) semiconducting MoS3 phase (1T /2HMo0S2). Our
results identify the importance of the interface within these materials
and provide the relation to the electronic current flowing across these.
Having understood the basic properties of these structures, we further
reveal their high potential and relevance in detecting small molecules.
On one hand, we show that the G/hBN heterostructure can detect
small gas molecules. On the other hand, by opening a small pore in
the 1T/2HMoS> heterostructure, we can distinguish between DNA
nucleotides. Proof of both detection schemes is provided through the
distinct electronic properties and the clear electronic current signals
for the various molecules and each heterostructure.

15 min. break

DS 12.8 Tue 11:30 H 2032
Thickness dependent electronic and optical properties of
TMDCs within many-body perturbation theory — ePHILIPP
MAarAUHN, PETER KRUGER, and MicHAEL RoOHLFING — Institut fiir
Festkorpertheorie, Westfilische Wilhelms-Universitit, 48149 Miinster,
Germany

Experimental studies have shown that the spectrum of MoS2 and other
TMDC materials strongly depends on the number of layers of the sys-
tem. With increasing thickness of a system, the optical absorption
spectrum is generally shifted to lower energies.

In this talk we address this behaviour from a theoretical point of
view. To investigate the excited electronic states of the TMDCs, we
perform three consecutive steps: (i) DFT (ii) GW (iii) BSE (Bethe-
Salpeter equation). Our results show that both the fundamental quasi-
particle gap and the exciton binding energy are significantly reduced
when the number of layers is increased. These two effects do not
perfectly compensate each other, but lead to an effective shift of the
excitation energies towards lower energy. This redshift with increas-
ing number of layers is in agreement with experimental differential
reflectance measurements [1]. We also find significant changes in the
wave function of some exciton resonances with increasing sample thick-
ness. In multilayer systems, excitons may be composed from electrons
and holes situated on different layers, which can be considered as in-
terlayer excitons [2].

[1] Y. Niu et. al., submitted
[2] A. Arora et. al., Nat. Commun., 8(1), 639 (2017)

DS 12.9 Tue 11:45 H 2032
Elasticity theory for two dimensional systems at finite tem-
peratures — eJoHANNES HARING and MarTtHias Fucus — FB
Physik, Universitat Konstanz, 78457 Konstanz, Germany

According to the Mermin-Wagner theorem many two dimensional sys-
tems only exhibit quasi-long-range order. Recently, we developed an
elasticity theory for crystals with point defects and applied it to the
defect rich cluster crystal [1]. The theory is able to handle long-range
translational order. Now we present a method which includes quasi-
long-range order.

Furthermore, orientational degrees of freedom are considered as well.
As an example results of the helicity modulus and dynamical matrix
of the two dimensional XY model are presented. Temperatures range
between zero and the Kosterlitz-Thouless transition.

Finally, the influence of topological defects like vortices is discussed.

[1] J.M. Héaring, C. Walz, G. Szamel, and M. Fuchs, Phys. Rev. B
92, 184103 (2015)
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DS 12.10 Tue 12:00 H 2032
Ab Initio Study of the Electronic and Optical Properties
of Organic-Inorganic two-dimensional Perovskites: The Role
of Many-Body Effects — eMauriziaA PaLummo! and Giacomo
Giorar? — INFN and Dip. Fisica University of Roma ”Tor Vergata”
Via della ricerca scientifica 1 Rome Italy — 2Dip. Ing. Civile e ambi-
entale Univ. Perugia Italy

Organic-Inorganic Halide Perovskites (OIHPs) represent the most rel-
evant breakthrough in the last decade in photovoltaics (PV) Despite
the many attractive features, some serious issues remain that prevent
their usage in device mass production, such as the fast air/moisture
induced degradatio. For this reason, in the last years two-dimensional
Ruddlesden-Popper perovskites (2D-RPOIHPs) have emerged as an
alternative to 3D bulk for their superior photo- and chemical-stability
coupled with high-performance opto-electronic properties and an en-
hanced hydrophobic nature of the organic part. While the experi-
mental interest towards this 2D class of materials is nowadays well
assessed, ab-initio studies focusing on the role of many-body effects
are very limited. By means of a coupled GW plus BSE approach on
top of DFT-KS simulations, we here study the electronic and optical
properties of a 2D-RPOIHP, as a single sheet and also as a periodic
QW. A giant band-gap renormalization of the electronic band-gap and
the formation of a strongly bound almost 2D excitons are observed.
The relationship between the number of layers is discussed.

DS 12.11 Tue 12:15 H 2032
Layered van der Waals crystals with hyperbolic light disper-
sion — eMoRTEN GJERDING — DTU Physics, Fysikvej building 311,
2800 Kgs. Lyngby
Compared to artificially structured hyperbolic metamaterials, whose
performance is limited by the finite size of the metallic components,
the sparse number of naturally hyperbolic materials recently discov-
ered are promising candidates for the next generation of hyperbolic
materials. Using first-principles calculations, we extend the number
of known naturally hyperbolic materials to the broad class of layered
transition metal dichalcogenides (TMDs). The diverse electronic prop-
erties of the transition metal dichalcogenides result in a large variation
of the hyperbolic frequency regimes ranging from the near-infrared to
the ultraviolet. Combined with the emerging field of van der Waals
heterostructuring, we demonstrate how the hyperbolic properties can
be further controlled by stacking different two-dimensional crystals
opening new perspectives for atomic-scale design of photonic metama-
terials. As an application, we identify candidates for Purcell factor
control of emission from diamond nitrogen-vacancy centers.

DS 12.12 Tue 12:30 H 2032
Influence of Hansen solubility parameters on a shear exfoli-
ation process of organophilic layered silica in chloroform —
eMicHAEL HuTH, JoNnas KOHLING, and VEIT WAGNER — Jacobs Uni-
versity Bremen, Campus Ring 1, 28759 Bremen, Germany

Nanocomposites based on layered silica can be used for several ap-
plications, like reinforcement, flame retardant agent, or barrier ap-
plications. The understanding of delamination processes of layered
silica in organic solvents/polymers is a critical step towards prepar-
ing such nanocomposites. In this work, layered silicas with different
intercalated molecules are used. Those molecules change the silica
surface interaction energies described by Hansen solubility parameters
(HSP). HSP of four different synthetic organophilic layered silicas are
determined. This allows calculating the dispersibility in chloroform
via the Flory-Huggins (F-H) parameter. The F-H parameter can pre-
dict the delamination state of organophilic layered silicas in solvents.
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The delamination state is evaluated quantitatively using atomic force
microscopy (AFM). In the case of a high F-H parameter (x> 0.15),
aggregated and unstable layered silica dispersions are found. Whereas
in the case of F-H parameters near zero, exfoliated and stable layered
silica dispersions are obtained. Additionally, the presence of the sur-
factant on the surface of fluoromica flakes after exfoliation is proven
by Fourier-transform infrared spectroscopy (FT-IR), and density func-
tional theory (DFT) calculations.

DS 12.13 Tue 12:45 H 2032
Theoretical description of photoemission spectroscopy of van
der Waals structures — eBruno AMoRIM — CeFEMA, Instituto
Superior Técnico, University of Lisbon, Av. Rovisco Pais, PT-1049-001
Lisboa, Portugal

I present a general theory to model the angle resolved photoemis-
sion spectroscopy (ARPES) of van der Waals (vdW) structures. VAW
structures are formed by lattice mismatched and/or misaligned stacked
layers of two-dimensional materials and can be commensurate or in-
commensurate.

The present theory is based on a tight-binding description of the
bound electrons and the concept of generalized umklapp processes,
being capable of describing both commensurate and incommensurate
structures for arbitrary lattice mismatch/misalignment. In this way,
the present theory goes beyond previous descriptions of ARPES in
incommensurate vdW structures, which are based on continuous, low
energy models, which limits their applicability to structures with small
lattice mismatch/misalignment.

As an example, I apply the general method to the case of twisted
bilayer graphene, obtaining the ARPES bands and ARPES constant
energy maps.

The present theory should be useful in correctly interpreting experi-
mental results of ARPES of vdW structures and other system display-
ing competition between different periodicities, such as density wave
phases.

DS 12.14 Tue 13:00 H 2032
Manipulating the Mechanical Properties of Ti2C MXene:
Effect of Substitutional Doping — ePourLami CHAKRABORTY!,
Tiak Das2?, Duant Narpay?!, LiLia Borri®, and TANUSRI SAHA-
Dascuptal — 1Department of Condensed Matter Physics and Mate-
rials Science, S.N.Bose National Centre for Basic Sciences, JD Block,
Sector-3, Salt Lake , Kolkata 700106, India — 2Department of Physical
Sciences, Indian Institute of Science Education and Research-Kolkata,
Mohanpur Campus, PO BCKV Campus Main Office, Nadia * 741252,
West Bengal, India — 3Institute for Theoretical and Computational
Physics, TU Graz, Petersgasse 16, 8010 Graz, Austria

Two-dimensional transition metal carbides/nitrides My1X, termed
as MXenes have attracted immense interest as potential candidates for
Li-ion battery anodes and as a hydrogen storage medium. Our work
focuses on the specific case of T'iaC and Ti2CO2 under various tensile
strain using density functional theory (DFT). We consider substitu-
tional doping of B and V at Ti and C sites of TioC. We have studied
substitutional doping with no surface termination as well as oxygen
terminated Ti2C), i.e., Ti2CO2. In-plane stiffness, Young’s modulus,
and critical strain calculations conclude that B doping is highly effec-
tive in improving the elastic properties. This trend is found to hold
good even for B-doped and V-doped O terminated systems. However
the O passivated compounds are found to have relatively higher critical
strain values compared to their pristine counterparts. Thus B doped
Ti2CO32 , Ti2(Co.5, Bo.5)O2, appears to be the best candidate among
the studied systems, as compared to pure T'iaC.
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DS 13: Oxide Semiconductors for Novel Devices (Focussed Session): Session Il

The class of semiconducting oxides includes low temperature processed amorphous thin films for bend-
able electronics and display technology as well as highly crystalline materials such as the wide band
group-III sesquioxides being interesting for UV and DUV photo sensors, power electronics and even
memristors. This session sets a focus on physical properties of such oxides, their growth methods and
heterostructures for demonstrator devices. This focus session is supported by the Leibniz ScienceCampus
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Time: Tuesday 9:30-11:30

Invited Talk DS 13.1 Tue 9:30 E 020
Electron transport in beta-gallium oxide — eREBEcca L.
PeTERsON!, ZumraDp KapiLoval, and CacrivaN KURDAKZ? —
IDepartment of Electrical Engineering and Computer Science, Uni-
versity of Michigan, Ann Arbor, Michigan, USA — 2Department of

Physics, University of Michigan, Ann Arbor, Michigan, USA

The sesquioxide semiconductor gallium oxide is currently drawing at-
tention for power electronics and deep ultraviolet optoelectronics appli-
cations, due to its ultra-wide bandgap. Gallium oxide has several crys-
tal polytypes. The stable beta-phase has a bandgap of approximately
4.8 eV, a monoclinic crystalline structure, and bulk substrates are com-
mercially available. Here, we present our experimental and theoretical
work on charge transport in bulk (010) 8 —Ga20Os3, in which the extrin-
sic tin doping of 108 em =3 is close to the Mott metal-insulator transi-
tion point. A peak electron mobility of 95cm?2V ~1s~1 was measured
at 185K. Across a wide temperature range, a two-band conduction
model applies, consisting of a impurity band in parallel with the con-
duction band, as was observed previously for nt+ (201) 83— Ga20s3 [1].
At low temperature, we find that conduction is via variable-range hop-
ing through the impurity band. At high temperatures, phonon scatter-
ing of conduction band electrons dominates, similar to lightly-doped
(100) B8 — Ga203 [2]. This work was supported by DARPA /SPAWAR
under award N66001-14-1-4046. [1] T. Oishi, K. Harada, Y. Koga, and
M. Kasu: Japan. J. Appl. Phys. 55, (2016) 030305; [2] A. Parisini
and R. Fornari, Semicond. Sci. Technol. 31, (2016) 035023.

Invited Talk DS 13.2 Tue 10:00 E 020
Deep level defects in bulk and epi-grown 5-Ga203 — eLAsse
ViNEs — University of Oslo, Norway

After the early work on gallium oxide (Ga203) in the mid-1900s, a re-
newed interest has recently emerged on behalf of its prospects in power
electronics and UV devices. Particularly, the monoclinic 5-Ga203
phase attracts interest due to its band gap of ~ 4.8 €V and n-type con-
ductivity, and where promising MOSFET devices have already been
demonstrated. However, while controlling charge carrier and defect
concentrations is essential for high power and high temperature de-
vices, the understanding of the electrically active defects and dopants
is still in its infancy. Here, the present status of controlling electrical
properties of 5-Ga203 will be reviewed, and recent progress in under-
standing electrically active defects and dopants will be discussed. In
particular, recent results combining deep level transient spectroscopy
with secondary ion mass spectrometry and ion irradiation on a range
of different samples will be shown. The results reveal both intrinsic
and extrinsic defects present in the samples, and give insight into the
nature new and previously reported energy levels. For example, iron
is shown to be an important impurity in bulk samples with an energy
level position around 0.78 eV below the conduction band edge, acting
as a deep compensating center, while irradiation demonstrate the ap-
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pearance of a nearby intrinsic defect level, and the results are further
supported by density functional calculations

Invited Talk DS 13.3 Tue 10:30 E 020
Indium Oxide and its surface electrons — a model system
to study gas interaction and metal/semiconductor junctions
— eMARcCEL HiMMERLICH, THERESA BERTHOLD, JOoNAS MICHEL,
SiMEON Karzer, and STEFAN KriscHok — Institut fiir Physik &
IMN Macro Nano, Technische Universitat Ilmenau, Germany

The electron accumulation at Indium Oxide surfaces is beneficial for
electronic devices that rely on adsorption processes such as gas sensors.
However, it is a drawback for electron transport devices since it hinders
the fabrication of rectifying metal contacts. In both cases, the manip-
ulation of the electron density by surface reactions is one approach
to optimize performance. We analyze the underlying mechanisms of
adsorption processes and the formation of metal/semiconductor con-
tacts using model in-situ experiments. For the interaction with Og,
O3z, H2O, CO and NOg, a clear correlation exists between adsorbate-
semiconductor charge transfer, density of surface charge carriers, and
the conductivity of the material. If InoO3 is treated by a reactive oxy-
gen plasma, the surface electron layer is fully depleted generating a
barrier for interface transport. Photoelectron spectroscopy measure-
ments reveal that adsorption of Pt on these modified surfaces results
in sufficient Schottky barriers for rectifying contacts, but fabricated
devices fail. It will be demonstrated that the oxygen-rich Pt/InaOs3
interface is critical in stability and that oxidation of Pt-based contacts
is beneficial to enhance electronic barriers and to exploit the effect of
electron depletion via oxygen plasma modification. Combining both
processes enables performance improvement of InoOs Schottky diodes.

Invited Talk DS 13.4 Tue 11:00 E 020
Phonons and excitons in GaaO3 polytypes — eMarkus R. Waa-
NER — Institut fiir Festkorperphysik, Technische Universitdt Berlin,
Hardenbergstr. 36, 10623 Berlin

We present a comparative experimental study of the optical, vibra-
tional and thermal properties of Ga20O3 in the alpha-, beta-, gamma-
, and epsilon-modification. The anisotropic band gap energies are
probed by the observation of deep UV excitation channels using
temperature-dependent, polychromatic photoluminescence excitation
spectroscopy (PLE). Based on these experiments, we establish an or-
der of the bandgap for the different polymorph of GagOs. In addition,
we investigate the optical phonon modes of the different structural con-
figurations of Ga2O3 by polarized and angular resolve micro-Raman
spectroscopy. Finally, we compare the temperature-dependent ther-
mal conductivity of the four different GagOs polytypes as obtained by
3-omega measurements. The results are discussed considering phonon
boundary scattering and size effects due to structural imperfections
and reduced dimensionality in ultra-thin films.
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DS 14: Focus Session: Frontiers of Electronic-Structure Theory: Correlated Electron Materials
Il (joint session O/MM/DS/TT/CPP)

Organizers: Silke Biermann, Ecole Polytechnique, Palaiseau cedex, France; Paul R. Kent, Oak Ridge
National Laboratory, USA; Matthias Scheffler, Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin

(Synopsis provided with part I of this session)
Time: Tuesday 10:30-13:00

DS 14.1 Tue 10:30 HL 001
Control and prediction of molecular crystal properties by
multilevel strategies — eJAN GERIT BRANDENBURG — London
Centre for Nanotechnology, Department of Physics and Astronomy,
University College London, 20 Gordon Street, London, U.K.

Computational material science is a dynamic and thriving area of mod-
ern scientific research. Approaches based on the fundamental laws
of quantum mechanics are now integral to almost any materials de-
sign initiative in academia and industry, underpinning efforts such as
the Materials Genome initiative or the computational crystal struc-
ture prediction [1]. I will present a hierarchy of quantum chemical
methods designed for this purpose, in particular targeting molecu-
lar crystals and their property prediction. The methods range from
high-level diffusion Monte-Carlo (DMC) to London dispersion inclu-
sive DF'T, and thus, cover many orders of magnitudes in computational
efficiency [2,3]. I will demonstrate the application to the 6" blind test
for organic crystal structure prediction. Comparisons to other state-
of-the-art methods indicate both success and remaining challenges in
the recent method developments [4].

[1] S. L. Price and J. G. Brandenburg, Molecular Crystal Structure
Prediction; Elsevier Australia, 2017.

[2] A. Zen, J. G. Brandenburg, J. Klimes, A. Tkatchenko, D. Alfe,
A. Michaelides, 2017, submitted.

[3] J. G. Brandenburg, E. Caldeweyher, S. Grimme, Phys. Chem.
Chem. Phys. 2016, 18, 15519.

[4] A. M. Reilly, et al. Acta. Cryst. B 2016, 72, 439.

DS 14.2 Tue 11:00 HL 001
Advances in first-principles and model spin Hamiltonian sim-
ulations of point defects in semiconductors for quantum sen-
sors and computing — eVIKTOR IVADY — Department of Physics,
Chemistry and Biology, Linképing University, 581 83 Linkoping, Swe-
den — Wigner Research Center for Physics, Konkoly-Thege Miklés ut
29-33, 1121 Budapest, Hungary
First principles simulations play a key role in understanding the physics
of point defects in semiconductors, while model spin Hamiltonian ap-
proaches are traditionally used to interpret experimental spin depen-
dent observations and describe the spin dynamics of point defects. The
development of novel point defect applications, such as quantum bit
(qubit) and single photon emitter applications for quantum informa-
tion processing and quantum sensing, requires detailed understanding
of spin-related couplings and addressability of localized defects states
in the bath of delocalized electrons that calls for further development
and implementation of theoretical tools. Here, I report on my contribu-
tion to this field that covers 1) first principles studies for identification
of point defect based qubits and single photon emitters , 2) method de-
velopment for the description of point defects with correlated electron
states, 3) implementation of zero-field-splitting calculation for point
defect based qubits, 4) development of model spin Hamiltonian ap-
proaches for the simulation of optical dynamic nuclear polarization
process (ODNP) of point defects, and 5) spin dynamic simulation of
existing point defect qubits. As an outlook, I discuss the requirements
toward fully-ab initio point defect spin dynamic simulations.

DS 14.3 Tue 11:30 HL 001
Recent advances in first-principles modelling of correlated
magnetic materials — eYArRosLav KvASHNIN — Department of
physics and astronomy, Uppsala University, BOX 516, 75120 Uppsala

Most of modern first-principles electronic structure studies of corre-
lated materials are based on a combination of density functional theory
and dynamical mean field theory (DFT-+DMFT).

Addressing magnetic materials within DFT-+DMFT has certain pe-
culiarities. There are two recipes one can follow: either to account
for magnetism within the DFT functional or to introduce it entirely
within the self-energy. Both approaches have their flaws and advan-
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tages, which are well-known for DFT+U, but are not often discussed
for DFT4+DMFT. In my talk I will present a systematic comparison
of the two methods and demonstrate the evidences favouring the use
of non-polarised functionals.

Next, I will demonstrate how the obtained electronic structure infor-
mation can be used to simulate finite-temperature magnetic properties
in real materials. I employ a so-called two-step approach. First, I map
the system on a Heisenberg model and extract the effective exchange
parameters Jij’s from DFT+DMFT. Then the atomistic spin dynam-
ics simulations are used to simulate magnon spectra and predict the
magnetic ordering temperatures.

I will demonstrate the power of such an approach by showing a di-
rect comparison with available experimental data for a wide range of
different materials.

DS 14.4 Tue 12:00 HL 001
A first-principles approach to hot-electron-induced ultrafast
dynamics at metal surfaces — eREINHARD J. MAURER — Depart-
ment of Chemistry, University of Warwick, Gibbet Hill Road, CV4
7AL Coventry, UK

Low-lying electronic excitations in metals, so-called hot electrons, cou-
ple efficiently to molecular adsorbate motion. In doing so, they give rise
to a number of curious experimental observations. This includes pico-
second-scale energy loss of molecular adsorbate vibration, highly in-
elastic atomic and molecular scattering from metal surfaces, and light-
assisted molecular desorption and chemical transformations, recently
coined ”hot-electron chemistry”. In this talk, I will present a first-
principles treatment of hot-electron-induced molecular dynamics based
on Density Functional Theory that correctly captures the magnitude
and mode-specificity of hot-electron mediated adsorbate-substrate en-
ergy transfer [1]. Utilizing our efficient all-electron local-orbital im-
plementation of hot-electron-induced frictional forces based on Time-
Dependent Perturbation Theory, [2]| I will show how we correctly cap-
ture vibrational relaxation in large-scale metal-mounted molecular cat-
alysts as well as the energy loss and coupled electron-nuclear dynam-
ics of small molecular adsorbates in both thermal and laser-heated
conditions. [3] We scrutinize our approach in comparison to recent
Sum-Frequency Generation (SFG) spectroscopy and molecular beam
scattering experiments. [1] Phys. Rev. Lett. 116, 217601 (2016) ; [2]
Phys. Rev. B 94, 115432 (2017); [3] Phys. Rev. Lett. 118, 256001
(2017);

DS 14.5 Tue 12:30 HL 001
Temperature effects in spin-orbit physics from first princi-
ples — eBARTOMEU MONSERRAT — University of Cambridge, UK —
Rutgers University, USA

The spin-orbit interaction drives a number of physical phenomena, in-
cluding the band inversion in topological insulators and the spin split-
ting of electronic bands in inversion asymmetric crystals. In this work,
we study the effects of finite temperature on such spin-orbit physics,
including both thermal expansion and electron-phonon coupling effects
[PRB 92, 184301 (2015)].

First, we describe the temperature dependence of the inverted gap
in topological insulators. We find that increasing temperature reduces
the topological gap in the Bi2Se3 family of materials, and we predict a
temperature-induced topological phase transition in Sb2Se3 [PRL 117,
226801 (2016)].

Second, we study the temperature dependence of the spin splitting
of electronic bands in both inversion symmetric and asymmetric crys-
tals. We predict a dynamical spin splitting in centrosymmetric crystals
and characterise the associated phenomenology in the cubic perovskite
CsPbCl3 [arXiv:1711.06274]. In inversion asymmetric crystals, exem-
plified by the bismuth tellurohalides, we find that increasing tempera-
ture suppresses the static spin splitting arising from the Rashba effect
[PRM 1, 054201 (2017)].
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DS 15: Thermoelectric and Phase Change Materials

Time: Tuesday 11:45-13:00

DS 15.1 Tue 11:45 E 020
Thermoelectric nanocrystalline SiGe thin films prepared by
the combination of AIC and SiO2 reduction — eMarc LiIN-
DORF, ANNA ZERA, and MANFRED ALBRECHT — Institute of Physics,
University of Augsburg, Universitatsstrafe 1, Augsburg, Germany

Classic thermoelectric materials like SiGe often face low efficiencies for
practical applicability while also being held back by industrial ineffi-
cient preparation and implementation methods.

In this work, we present a thin film approach for the preparation of
nanocrystalline SiGe. The process of aluminum induced crystallization
(AIC) is utilized to transform sputter deposited amorphous Si80Ge20
on quartz glass (SiO2) in a polycrystalline state under the presence of
Al. Parts of the Al are incorporated into the SiGe leading to p-type
doping. The reduction of SiO2 by Al to Si and Al203 was used after
the catalytic AIC process to remove the remaining metallic Al which
otherwise would shortcut the thermoelectric SiGe layer [1].

The AIC processed SiGe thin films were structurally analyzed
via Rutherford Backscattering Spectrometry, X-ray Diffraction, and
Transmission Electron Microscopy before and after annealing. The
Si atoms released by the reduction reaction were incorporated to the
SiGe layer without forming a secondary phase. Furthermore, a ther-
moelectrically promising twin grained microstructure was found for
the prepared SiGe. Electrical resistivity and Seebeck coefficient were
characterized from room temperature up to 700 K revealing transport
properties typical for degenerated semiconductors.

[1] M. Lindorf et al., J. Appl. Phys. 120, 205304 (2016)

DS 15.2 Tue 12:00 E 020
Intermixing of SnTe-GeTe superlattices grown by molecu-
lar beam epitaxy — eKaMINSkI MARVIN!, POHLMANN MARc!,
MELEDIN ALEXANDER?, Co0JOCARU-MIREDIN OaNal, and Wur-
Tic MatTHiAs!3 — 1I. Institute of Physics, Physics of New Ma-
terials, RWTH Aachen University, 52056 Aachen, Germany —
2Gemeinschaftslabor fiir Elektronenmikroskopie, RWTH Aachen,
52074 Aachen, Germany — SJARA-Insitut Energy-efficient informa-
tion technology (PGI-10), FZ Jiilich, 52428 Jiilich, Germany

Since its first report in 2013 interfacial phase-change materials
(IPCMs) attract plenty of attention. Classical phase change materials
(PCM) on the one hand can be switched between the amorphous and
the crystalline state. These two states can be switched by joule heating
on a ns time scale and differ in orders of magnitude in resistance and up
to 20 % in reflectivity. Due to this rare combination of properties PCM
are one of the most promising candidates for data storage. IPCMs also
switch, if a defined voltage is applied. However, experimental and the-
oretical results indicate that the switching in IPCMs does not rely on
a transition between amorphous and crystalline states, but rather be-
tween different crystalline states. The switching in IPCMs is faster
and needs less energy than classical PCM.

Here, we present superlattices of SnTe and GeTe layers on Si(111)
substrate via MBE. One focus of our work lays on the intermixing
of the layers and its dependence on the chosen growth temperatures.
Therefore we compare results of different methods like TEM, atom-
probe tomography, XRD and RHEED for different growth conditions.

DS 15.3 Tue 12:15 E 020
The Influence of Disorder on the Electrical Properties of
SnTe-PbTe Alloys in the Vicinity of the Band Inversion —
eJonannes REINDL!, Zueng ZeNc!, MarTEO CAGNONI!, ALEXAN-
pER RocHorzki', STEFAN Jakoss!, and MartHias WurTiG!:?
1. Physikalisches Institut (IA), RWTH Aachen University, 52056
Aachen, Germany — 2JARA-FIT, RWTH Aachen University, 52056
Aachen, Germany

Chalcogenide IV-VI compounds are well known to exhibit a plethora
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of intriguing physical properties, like symmetry protected topological
surface states in SnTe or high thermoelectric performance in PbTe. Al-
loys of these two materials have been utilized for infrared applications
because of the tunable small band gap. Furthermore, the combina-
tion of SnTe and PbTe yields the model system for the investigation
of topological crystalline insulators.

So far research in general was focused on the study of samples with high
quality to disentangle the underlying physical phenomena. However,
having disorder and defects in the crystal, is not only more feasible
or sometimes even beneficial for industrial application, but might also
unveil new physical insight. Therefore, with a combination of conduc-
tivity, Hall and Seebeck measurements, we investigate the electrical
properties of thin films with the stoichiometry being close to the band
inversion.

DS 154 Tue 12:30 E 020
Modeling of current-voltage characteristics of BFO based
memristors eMax HuBer'2?, ANDREAS ZIENERT?, JORG
ScnusTER?, and MICHAEL ScHREIBER! — !Institute of Physics, Tech-
nische Universitdt Chemnitz, Chemnitz, Germany — 2Fraunhofer In-
stitute for Electronic Nano Systems, Chemnitz, Germany — 3Center
for Microtechnologies, Technische Universitat Chemnitz, Chemnitz,
Germany

Memristors are one of the most promising candidates for next genera-
tion memory. They can also be used for nonvolatile logic application,
neuromorphic computing and hardware based encryption.

To build high performance devices, one has to know the mecha-
nism behind the resisitive switching. Dependent on the material, the
device can show filamentary or interface resistive switching. Despite
the increasing interest of the scientific community in studying resistive
switching, detailed knowledge of the switching mechanism for many
materials is still missing.

We study BiFeO3 (BFO) based memristors which show interface re-
sistive switching. The device is modeled as a serial connection of two
head-to-head diodes. To simulate the current-voltage characteristic
we solve the drift-diffusion and Poisson’s equation selfconsistently and
assume the doping profile is constant in time.

DS 15.5 Tue 12:45 E 020
Thermoelectric properties of (Iron) Cobalt Monosilicide —
oL AURITZ ScHNATMANN!, HElko REITH!, GABI ScHIERNING!, KOR-
NELIUS NIELscH!, and ALEXANDER BUrkov? — !Leibniz institute for
solid state and material science, Dresden, Germany — 2Ioffe institute,
St. Petersburg, Russia

Good thermoelectric materials need a high electrical conductivity and
a low thermal conductivity. Common thermoelectric materials at room
temperature are for example Bi2Te3 or Sb2Te3, which are toxic and
rare materials. Promising alternatives are the silicides, because they
are non-toxic and abundant. They also show a relatively high thermo-
electric performance and are possible candidates for Weyl materials.
Col-xFexSi Samples were grown by Bridgeman method. Structure and
chemical analysis of the samples were made by XRD, TEM and EDX.
Afterwards we performed temperature and magnetic field dependent
measurements on different silicide-compositions. Thermal conductiv-
ity, Seebeck-coefficient and electrical conductivity were measured with
the thermal transport option of a Dynacool system by Quantum De-
sign. In the structure analysis we identified the B20 crystal structure in
our sample with a [111] orientation perpendicular to our measurement
direction. In the magnetic field dependent measurements we analyse
the difference between parallel and perpendicular applied magnetic
fields in respect to the measurement direction. In parallel applied field
we observed a negative magneto resistance with a maximum at 50K.
For a perpendicular applied field we see a positive magneto resistance.
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DS 16: 2D materials: Graphene and BN (joint session HL/DS)

Time: Tuesday 14:00-15:45

DS 16.1 Tue 14:00 A 151
Field-effect proximity exchange coupling in bilayer graphene
on ferromagnetic insulator — eKraus ZoOLLNER, MARTIN GMI-
TRA, and JAROsLAvV FaBian — Institute for Theoretical Physics, Re-
gensburg, Germany

Graphene can be made magnetic by proximity effect through ferro-
magnetic substrates. We show, by realistic first-principles calculations,
that bilayer graphene on CroXoTeg, a family of ferromagnetic insula-
tors that can be exfoliated in single layers (X = Si and Ge), experiences
a layer dependent proximity exchange effect [1]. Due to short range of
this proximity effect and the intrinsic layer dependent formation of low
energy bands in bilayer graphene, only the valence band gets spin split.
In addition, we apply realistic electric fields across the heterostructure,
to tune the potential energy of the bilayers and find that we can switch
electron and hole bands, along with the exchange splitting. With that
we predict fully electrically tunable magnetism for transport carriers,
which opens a vast field of proximity spintronics.

This work was supported by DFG SPP 1666, SFB 689, SFB 1277,
and by the European Unions Horizon 2020 research and innovation
programme under Grant agreement No. 696656.

[1] K. Zollner, M. Gmitra, and J. Fabian, arXiv:1710.08117 (2017).

DS 16.2 Tue 14:15 A 151
Spin-relaxation and Yu-Shiba-Rusinov states in Supercon-
ducting Graphene — eDENIs KocHaN — University of Regensburg,
Regensburg, Germany

2D materials in a proximity of superconductor are expected to host
a wide spectrum of different phenomena. In my talk I will focus on
spin-relaxation in graphene proximitized by an s-wave superconduc-
tor. Adatom impurities can affect spin-relaxation via locally enhanced
spin-orbit coupling (SOC) and local magnetic moments. I will discuss
their impact on quasiparticle spin-relaxation with an attempt to disen-
tangle contributions from the local SOC and local magnetic moments.
Moreover, I will analyze a stability of the induced local magnetic mo-
ments and the emergence of Yu-Shiba-Rusinov (YSR) bound states in
such proximity induced superconducting systems.

This research was supported by DFG SFB 1277 and GRK 1570 and
by the European Union’s Horizon 2020 research and innovation pro-
gramme under Grant agreement No. 696656.

DS 16.3 Tue 14:30 A 151
Magnetic field-induced metal-insulator transition of graphene
at filling factor v=—0 — eSunG Ju Hong, CHRISTOPHER BELKE, Jo-
HANNES C. RoDE, BENEDIKT BRECHTKEN, and RorLr J. Hauc — In-
stitut fiir Festkorperphysik, Leibniz Universitat Hannover, Hannover,
Germany

We have observed magnetic field-induced metal-insulator transition
(MIT) at filling factor v=0 of hexagonal boron nitride (h-BN) encap-
sulated single-layer graphene. The temperature dependent longitudi-
nal resistance (Rqe) with v=0 shows MIT at critical magnetic field,
B.~8T below (above) which metallic (insulating) behavior occurs. In
the metallic regime, the negative magnetoresistance appears, which
can be explained by counter-propagating opposite-spin polarized edge
state [1,2]. In the insulating regime, the divergence of the Rz, was ob-
tained and the resistance showed thermal activation gap behavior. We
attribute the MIT with v=0 to the magnetic field-induced transition
from spin polarized state to valley polarized state at Be.

[1] Peng Wei et al., Nature Mater. 15, 711 (2016).

[2] Javier D. Sanchez-Yamagishi et al., Nature Nanotech.
(2017).

12, 118

DS 16.4 Tue 14:45 A 151
Graphene Nanoribbons on Hexagonal Boron Nitride: De-
position and Transport Characterization — CHrisTIAN Kick!,
ANDREAs Lex!, eTobias Prris!, Aximvirsu NariTa?, KeNJI
WaTaNABES, TakasHl TanicucHr®, Kraus MUOLLEN2, DIETER
Weiss!, and JonaruaAN Eroms! — llnstitute of Experimental and
Applied Physics, University of Regensburg, Regensburg, Germany
— 2Max Planck Institute of Polymer Research, Mainz, Germany —
3National Institute for Materials Science, Tsukuba, Japan

We contacted cove-type graphene nanoribbons (cGNRs) of different
widths (4 and 6 carbon dimers) with different metals (NiCr-Au and

32

Location: A 151

Pd) and measured their I-V-characteristics. The cGNRs were chemi-
cally synthesized and are solution processable in THF or chlorobenzene
after sonification (see [1] for the synthesis). This solution was subse-
quently drop-cast onto exfoliated hexagonal boron nitride (hBN) on
an SiO2 wafer. With AFM we observe the formation of ordered cGNR
domains that are aligned along the crystallographic axes of the hBN.
With electron beam lithography and metalization, we successfully con-
tacted the cGNRs with NiCr-Au and Pd contacts and measured their
I-V-characteristics. The transport through the ribbons was dominated
by the Schottky behavior of the contacts between the metal and the
ribbon. We could not observe any gate dependence so far which could
be due to screening effects of the metal contacts.
[1] A. Narita, et al., Nature Chemistry 6, 126 (2014).

DS 16.5 Tue 15:00 A 151

Plasmons and excitons in few layer graphenes — eJORGE
ENRIQUE OLIVARES PENA and SAM SHALLCROss — FAU Erlangen-
Niirnberg

‘We present a general method for studying plasmons and excitons in low
dimensional systems, based on (i) an operator equivalence method to
establish a continuum H (r, p) Hamiltonian from a general underlying
tight-binding method, and (ii) application of the bootstrap functional
within the framework of time dependent density functional theory to
study excitonic effects. We apply this method to the graphene twist
bilayer, finding that the excitonic correction to the optical absorption
spectrum is important in the small angle limit.

[1] S. Shallcros et al., arXiv 1607.00920 (2016)

[2] S. Shallcross et al. , Phys. Rev. B 93,035452 (2016)

DS 16.6 Tue 15:15 A 151
Towards gate-controlled photoluminescence of hexagonal
boron nitride quantum emitters — eALEssi0 Scavuzzo!, CHRIs-
TIAN STRELOW2, MarRko BurcHARD!, ALrF MEgws2?, and Kraus
KerN!3 — IMax Planck Institute for Solid State Research, Stuttgart,
Germany — 2Institute of Physical Chemistry, University of Hamburg,
Germany — 3Ecole Polytechnique Fédérale de Lausanne, Switzerland

In the past few years, quantum emission from defect states embed-
ded in crystalline structures has attracted increasing interest due to
its promising applications in future quantum information technologies.
While the properties of color centers in large band-gap 3D semicon-
ductors like diamond or 4H-SiC are well-established, more recently at-
tention is directed toward quantum emission from 2D systems. Along
these lines, hexagonal boron nitride (hBN) has recently emerged as a
very attractive 2D platform to host robust, visible light single photon
emitters. Here, we report our experiments that address the possibility
to control the quantum emission from hBN monolayers through elec-
trostatic gating. To this end, we use confocal microscopy to probe the
lifetime and intensity of the light emission from hBN quantum emit-
ters within hBN/graphene vertical heterostructures as a function of
temperature and back gate voltage. Moreover, through complemen-
tary Raman mapping, we demonstrate the importance of the hBN and
graphene layer thickness, as well as the quality of the interface between
the layers.

DS 16.7 Tue 15:30 A 151
Quantum Light in 1D and 2D Curved Hexagonal Boron Ni-
tride Systems — eNaTHAN CHEJANOVSKY!2, Youncwook Kim?,
ANDREA ZAPPE!, BENJAMIN STUHLHOFER?, TAkASHI TANIGUCHI®,
KEeNJI WAaTANABES, Durca Dasarib2, Amit FiNnkLER!, JURGEN H.
SMET?, and Jore WRacHTRUPY2 — 13rd Physics Institute, Uni-
versitdt Stuttgart, Pfafenwaldring 57, 70569, Stuttgart, Germany —
2Max Planck Institute for Solid State Research, Heisenbergstr. 1,
70569, Stuttgart, Germany — 3National Institute for Materials Sci-
ence, 1-1 Namiki, Tsukuba, 305-0044, Japan

Low-dimensional wide bandgap semiconductors open a new playing
field in quantum optics using sub-bandgap excitation. 2D hexagonal
boron nitride (h-BN) has been reported to host single quantum emit-
ters (QEs), linking QE density to perimeters. [1] We investigate a
curvature and perimeter-abundant BN system - one-dimensional BN
nanotubes (BNNTs).

I discuss our recent publication [2] demonstrating similarities be-
tween QEs in BNNT and h-BN for: Emission spectra, anti-bunching,
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SEM imagery, curvature effects, boron-oxide emission and sensitivity
to commercial solvents.

These findings open possibilities for precision engineering of QEs,
puts h-BN under a similar umbrella of transition metal dichalcogenides

QEs and provides a model explaining QEs spatial localization and for-

mation using electron and ion irradiation and chemical etching.
[1] Chejanovsky, N. et al. Nano letters 2016, 16, 7037-7045. [2]

Chejanovsky, N. et al. Scientific reports 2017, 7, 14758 (1-14)
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Coherent manipulation of a single electron surfing on a
sound wave — SHINTARO TakaDA!'2, e HERMANN EDLBAUER!, ARNE
Lupwic3, ANDREAS D. Wieck?®, TristaN MEUNIER!, and CHRISTO-
PHER BAUERLE! — 1Univ. Grenoble Alpes, CNRS, Grenoble INP,
Institut Néel, 38000, Grenoble, France — 2National Institute of Ad-
vanced Industrial Science and Technology (AIST), National Metrology
Institute of Japan (NMIJ), 1-1-1 Umezono, Tsukuba, Ibaraki, 305-
8563, Japan — S3Lehrstuhl fiir Angewandte Festkorperphysik, Ruhr-
Universitdt Bochum, Universitatsstrafe 150, 44780, Bochum, Germany

Surface acoustic waves (SAW) provide a promising platform to realize
quantum optics experiments with electrons at the single particle level.
Earlier experiments have shown SAW-assisted single electron transport
between spatially separated quantum dots over a distance of 4 mm with
an efficiency of about 92 % [1]. Here we go an important step further.
We couple two quantum channels by a tunnel barrier along a region
of 2 pm and demonstrate transport over a distance of 22 pum with
extremely high efficiency above 99 %. Changing energy detuning in
the coupling region we can partition the electron on-demand into the
two paths. Lowering the barrier height we additionally observe tunnel
oscillations of the probability that the electron ends up at the upper or
the lower channel. This finding demonstrates coherent manipulation
of the electron quantum state on the fly. Our results pave the way for
the implementation of a solid state flying qubit having high relevance
in fundamental research and quantum information technology.
[1] Hermelin et al., Nature 477, 435 (2011)

DS 17.2 Tue 18:15 Poster B
Silicon Acousto-Electronics: Requirements for Ultrahigh-
Frequencies — eRoOBERT UkROPEC!, BoRis VRarzov?, DaaN
Koou!, PavLo V. Santos®, and WiLFrReD G. VAN DER WIEL! —
INanoElectronics Group (NE), MESA+ Institute for Nanotechnology,
University of Twente, Enschede, The Netherlands. — 2NT&D - Nan-
otechnology & Devices, Aachen, Germany. — 3Department of Semi-
conductor Spectroscopy, Paul-Drude-Institut fiir Festkorperelektronik,
Berlin, Germany.

Acousto-electronic transport and phonon cavities generated by surface
acoustic waves (SAWs) are playing a central role in the rapidly emerg-
ing field of quantum acoustics, a phonon analogue of quantum optics
on a chip. To enter the quantum regime, both ultrahigh-frequency
(UHF, >10 GHz) SAWs and suitable host materials are indispensable.
So far, research in this field has mainly concentrated on GaAs-based
substrates. We investigate silicon, which is attractive for its long spin
lifetimes and thus, for the interconnectivity of qubits via SAWs gener-
ated by piezoelectric multilayers. Integration of UHF-SAW technology
with these structures for carrier and spin transport is our motivation.
UHFs are achieved via small SAW wavelength (down to 260 nm) trans-
ducers fabricated by nano-imprint lithography. We compare numerical
simulations and experimental network analysis of piezoelectric multi-
layers on Si to evaluate these material systems for application in quan-
tum acousto-electronic transport.

DS 17.3 Tue 18:15 Poster B
Coupled surface acoustic waves cavities — eANDRE Luiz O.
BiLoBrAN!, MaURIcio M. DE Lima Jr.!, and PaurLo V. SanTos?
— 1University of Valencia - Institute of Materials Sciences, 46890
Paterna, Valencia (Spain) — 2Paul-Drude-Institut fiir Festkrperelek-
tronik, Hausvogteiplatz 57, D-10117 Berlin (Germany)

A few years ago it was demonstrated that fundamental effects of
quantum-wave transport (Bloch oscillations, Wannier-Stark ladders
and Landau-Zener tunneling) can be studied with surface acoustic
waves (SAWs) propagating in 1D coupled acoustic cavities. Poste-
riorly, it was shown that the cavities - a periodic arrangement of metal
stripes within a surface acoustic delay line on piezoelectric substrate
- can be electrically tuned by controlling the potential of the cavities’
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electrodes. Changing from floating stripes, i. e., electrically isolated,
to short circuited ones, the acoustic field changes due to the screening
of the piezoelectric potential underneath the stripes. Here, we discuss
the two dimensional finite element model that we have developed. The
model describes fairly well the behavior of such devices without any
adjustment parameters. In it, the mechanics and electrostatics models
are coupled to simulate the piezoelectricity. Using a frequency domain
study the eigenfrequencies can be predicted with an accuracy of less
then 1%. The transmission around them, in dB, is estimated with an
error smaller than 10% for the short circuited devices, whereas for the
floating ones the accuracy decreases. Moreover we calculate the varia-
tion of parameters such as the stress, the strain and the displacement
throughout the structures.

DS 17.4 Tue 18:15 Poster B
Generation of surface acoustic waves on doped semiconduc-
tor substrates — eMiNGYUN Yuan!, CorLiN HUBERT!, SANDER
RAUWERDINK!, ABBEs Tanraoui!, Bos vaN SoMEREN?, KLAUS
BIERMANNY, and PauLo Santos! — 1Paul-Drude-Institut fiir Fes-
tkorperelektronik, Berlin, Germany — 2EIf Software B.V., Rotterdam,
Netherlands
We report on the electrical generation of surface acoustic waves (SAWs)
on doped semiconductor substrates. This is implemented by using in-
terdigital transducers (IDTs) placed on piezoelectric ZnO films sput-
tered onto evaporated thin metal layers. Two material systems are
investigated, namely ZnO/Au/GaAs and ZnO/Ni/InP. The rf-field ap-
plied to the transducer is electrically screened by the highly conductive
metal film underneath the ZnO film without any extra ohmic losses.
As a result, absorption of the rf-field by the mobile carriers in the
lossy doped region underneath the IDT is avoided, ensuring efficient
SAW generation. We find that the growth temperature of the ZnO
film on the metal layer affects its structure and, thus, the efficiency of
SAW generation. With this technique, the SAW active layers can be
placed close to doped layers, expanding the application range of SAWs
in semiconductor devices.

DS 17.5 Tue 18:15 Poster B
Acoustic transport of charge carriers and electron spins in
quantum wires — ePauL L. J. HELGERs" 2, KLAUS BIERMANN',
Haruki Sanapa?, Yos1 Kunmaasui?, and Pauro V. Santos! —
Paul-Drude-Institut fiir Festkorperelektronik Berlin, Germany —

2NTT Basic Research Laboratories, NTT Corporation, Atsugi, Japan

We investigate a concept for acoustically driven single-photon-sources
(SPS), based on planar GaAs quantum wires (QWRs) embedded in
an optical microcavity. The QWRs are fabricated by photolithog-
raphy, wet chemical etching and anisotropic MBE overgrowth. In
this concept, spin-polarized carriers are optically injected at one end
of the quantum wire and then acoustically transported to a QD-like
recombination center at the other QWR end where they recombine,
emitting single photons. The one-dimensionality of the QWR reduces
Dyakonov-Perel spin dephasing during acoustic transport, thereby cor-
relating the excitation polarization with the emission polarization. The
SPS properties are improved by a microcavity.

In this contribution, we observe line-edge-roughness (LER), lead-
ing to QWR width variations up to several tens of nm, which com-
plicate acoustic transport. We show that LER is mainly caused by
the photolithography process. Secondly, we observe charge transport
in GaAs(113)A QWRs and in cavity-embedded GaAs(001) QWRs on
lengths of several tens of microns. Furthermore, spin lifetimes in the
GaAs(001) QWRs approach the nanosecond timescale, promising spin
transport lengths of several microns. We will evaluate the potential of
these structures to be used as efficient acoustically driven SPSs.

DS 17.6 Tue 18:15 Poster B
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HuesL®?, MaTHIAS WEILER®, PETER ZOLLER® 7, MIKHAIL D. LUKINZ,

and J. Ienacio Cirac! — 'Max-Planck-Institut fiir Quantenoptik,
Hans-Kopfermann-Str. 1, 85748 Garching, Germany — 2Physics
Department, Harvard University, Cambridge, MA 02318, USA —
3Donostia International Physics Center, Paseo Manuel de Lardiza-
bal 4, E-20018 San Sebastian, Spain — “Ikerbasque Foundation for
Science, Maria Diaz de Haro 3, E-48013 Bilbao, Spain — 2Walther-
Meissner-Institut, Walther-Meiffner-Str. 8, 85748 Garching, Germany
— OInstitute for Theoretical Physics, University of Innsbruck, A-6020
Innsbruck, Austria — 7Institute for Quantum Optics and Quantum
Information of the Austrian Academy of Sciences, A-6020 Innsbruck,
Austria

We investigate platforms which realize AC Stark-shift induced traps
and lattices for (pseudo-)spins in semiconductors. In close analogy to
optical lattices, we discuss tunable magnetic lattices for probing quan-
tum many-body phenomena and quantum simulation. Realistic pa-
rameters, imperfections and readout schemes are discussed along with
a detailed case study for two implementations, one based on surface
acoustic waves and another based on a resonating LC circuit.

DS 17.7 Tue 18:15 Poster B
Complex-Oxide Acousto-Electronics — eYicrrcan Uzun?,
Boris Vrarzov?, ALEXANDER E. M. SmiNk!, and WILFRED G. VAN
pER WiEL! — !NanoElectronics Group, MESA+ Institute for Nan-
otechnology, University of Twente, PO Box 217, 7500 AE Enschede,
The Netherlands — 2NT&D - Nanotechnology and Devices, Aachen,
Germany

Surface acoustic waves (SAWs) are capable of capturing free charge
carriers and transporting them along their propagation path, result-
ing in an acoustoelectric current. So far, acoustoelectric transport
has been realized mainly in AlGaAs/GaAs based structures. Here, we
intend to realize acoustoelectric transport in the two-dimensional elec-
tron system at the LaAlO3/SrTiO3 (LAO/STO) interface. This has
been shown to have extraordinary low-temperature properties, such
as a high carrier mobility, superconductivity and magnetism. Experi-
ments were carried out in a Pb[ZrxTil-x]O3(PZT)/LAO/STO tri-layer
heterostructure. Initially, a 10 unit cell thick layer of LAO was grown
on a TiO2-terminated STO substrate and was patterned in a Hall-
bar shape in order to define the SAW path. A 200 nm thick top
piezoelectric PZT layer was deposited. SAWs were generated by using
interdigital transducers. The SAW resonance frequency was measured
by S-parameters analysis and the dependency of the acoustoelectric
current on the SAW power was analyzed.

DS 17.8 Tue 18:15 Poster B
Quantum optics with electrons using surface acoustic waves
— oHuco V. Leprace, CHris J. B. Forp, and CrispiN H. W.

BarNEs — Cavendish Laboratory, Department of Physics, University
of Cambridge, Cambridge CB3 OHE, United Kingdom

The time evolution of a quantum particle can be described by the
time dependent Schrédinger equation (TDSE). An analytical solution
to this problem can only be found in a few very simple cases and numer-
ical solutions are hard in general. We use a GPU-accelerated code to
parallelize the computation of the TDSE and obtain accurate simula-
tions of a wave function evolving through an arbitrary dynamic under-
lying potential. The focus of these simulations is to investigate single
electron transport driven by surface acoustic waves (SAWs). SAW-
driven transport is particularly interesting since it adds a new level of
confinement to the electrons, suppressing their dispersion. Through
non-dispersive control of single electrons, we propose a framework to
implement a positive-operator-valued measure (POVM) using experi-
mentally realistic potentials.[1] Furthermore, we simulate the coherent
transport of single electrons across a tunnel-coupled wire. Our simu-
lation results are compared to experimental observations by a collab-
orating group at the CNRS in Grenoble, France. In this presentation,
we provide insight into the various phenomena related to single elec-
tron transport and put forward experimentally realizable designs for
future optics-like protocols. [1] Arvidsson-Shukur, D.R.M., Lepage,
H.V., Owen, E.T., Ferrus, T. and Barnes, C.H.W., 2017. Protocol
for fermionic positive-operator-valued measures. Physical Review A,
96(5), p.052305.

DS 17.9 Tue 18:15 Poster B
The Giant Atom Regime of Quantum Acoustics — eGusTav
ANDERssoN!, BaLapitya Suri!, LiNngzHEN Guo?, THOMAS AREF!,
GoraN Jonansson!, and PErR DELsing! — !Chalmers University of
Technology, Gothenburg, Sweden — 2Karlsruhe Institute of Technol-
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ogy (KIT), Karlsruhe, Germany

We investigate the dynamics of a superconducting transmon qubit in-
teracting with surface acoustic waves (SAWs) on a piezoelectric sub-
strate through interdigitial transducers. This ”quantum acoustic” plat-
form allows us to perform experiments analogous to quantum optics
with a crucial difference - the artificial atom has characteristic dimen-
sions much larger than the wavelength of the slow-propagating acoustic
field. We engineered artificial atoms that couple to the propagating
field at two distant points such that the time of flight of phonons be-
tween them introduces a significant, deterministic time delay. This
allows us to probe the unexplored ”giant atom” regime of quantum
optics, with characteristic signatures of non-Markovianity. Phonons
emitted into the acoustic channel by such a ”giant atom” from one
coupling point interact with the atom again through the other point,
leading to revivals in the excited state population. A dispersively cou-
pled microwave resonator allows us to read-out the excited state pop-
ulation of the qubit, thereby enabling us to perform its time-domain
characterisation. We observe the non-exponential energy relaxation as
well as the phonon scattering properties of giant atoms with a reso-
nance frequency in the 2-2.5 GHz range.

DS 17.10 Tue 18:15 Poster B
Acoustically tuned dynamic wavelength division multiplex-
ing — eDowminik D. BUHLER!, ANTONIO CRESPO-PovEDpal, KLAUS
Bi1ERMANN?, ANDRES CANTARERO!, PAuLo V. SaNTOs?, and MAURI-
c1o M. pe Limal — 1Materials Science Institute, University of Valen-
cia, Spain — 2Paul-Drude Institute for Solid State Electronics, Berlin,
Germany

Phasar multiplexers based on arrayed waveguide grating (AWG) de-
vices are key components in modern integrated photonic systems.
Acoustically tuning these multiplexers enables robust, compact and
fast responding devices improving on recently demonstrated technol-
ogy. Different concepts will be presented in each of which a surface
acoustic wave (SAW) is induced in such a way that its propagation
direction coincides perpendicularly with the AWG. The WGs of this
grating introduce dispersion and connect two multimode interference
(MMI) couplers of distinct lengths that are employed as a power split-
ter and combiner, respectively. By tuning the SAW amplitude this
setup allows us to alter the refractive index in each arm discretely
and, thus, introduce specific phase shifts resulting in wavelength de-
pended constructive interference at each of the outputs of the combiner
MMI. This mechanism can be readily applied for wavelength rout-
ing and circuit switching in optical networking systems of essentially
any material platform. The devices here are presented for operation
at the telecommunication wavelengths around 1.55 pum, working on a
(Al,Ga)As platform and tuned by a SAW in the low GHz range.

DS 17.11 Tue 18:15 Poster B

V0O2-Sn0O2 nanocomposite films for smart windows appli-

cations — ALEXANDR BELENcHUK!, OLEG SHaPovaL!, SERGIU
Vatavu?, Arcapl CHIRITAZ, and eVasiLy MosuNyaga® — !IEN,
Academy of Sciences, Chisinau, Republic of Moldova — 2Moldovan

State University, Republic of Moldova — 3Erstes Physikalisches Insti-
tut, Georg-August-Universitat Gottingen, Germany

Vanadium dioxide, VOZ2, is a promising thermochromic material due to
a drastic change of the infrared transmittance at the metal-insulator
transition. However, a high transition temperature, Tmi=68C, and
low transmittance impede industrial applications of VO2-based smart
windows. To address these challenges, we employed a nanocomposite
approach, which allows one to increase the transmittance and to gen-
erate a strain between nanocrystals to reduce Tmi. Nanocomposite
VO2-SnO2 thin films were grown by a metalorganic aerosol deposition
(MAD) technique on amorphous SiO2 substrates under reduced oxy-
gen conditions. A single solution containing metalorganic precursors
of vanadium and tin was used. Atomic-force (AFM) and scanning-
electron (SEM) microscopy revealed dense films, composed of homo-
geneous nanocrystals with irregular shape. X-ray diffraction evidences
a V1-xSnxO2 solid solution in spite of huge lattice mismatch between
the oxides. A low temperature annealing [1] was used to achieve the
VO2/Sn0O2 phase separation by means of a spinodal decomposition.
Financial support from the STCU Project and DFG via SFB 1073
(TP A02) is acknowledged. [1] Zenji Hiroi et al., Chem. Mater. 25,
2202 (2013)

DS 17.12 Tue 18:15 Poster B
Depletion layer spectroscopy on (010) and (-201) 8-GazOs3
single crystals — eHOLGER vON WENCKSTERN, RAINER PICKEN-
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HAIN, and MARIUsS GRUNDMANN — Universitat Leipzig , Felix-Bloch-
Institut fiir Festkorperphysik, Halbleiterphysik, Leipzig

The properties of 8-GazO3 and the possibility of bulk crystal growth
by e.g. edge-defined film-fed growth, float-zone and Czochralski
method render the material interesting for high-power applications
and deep-UV photo detection[l]. The performance of devices is typ-
ically limited by defects incorporated during growth and processing.
We present a comprehensive investigation of unintentionally doped (-
201)- and (010)-oriented B-GazOs3 bulk single crystals grown by edge-
defined film-fed growth (Tamura coporation) by thermal admittance
spectroscopy TAS and deep-level transient spectroscopy (DLTS). For
that coplanar Ohmic and Schottky barrier diodes were fabricated and
characterized at room temperature by current-voltage measurements.
Comparing the differently oriented crystals revealed differences in the
appearance and concentration of deep-level defects and different effec-
tive mass-like donors in the freeze-out regime.

[1]  H. von Wenckstern, Adv. Electron. Mater. 3, 1600350 (2017).

DS 17.13 Tue 18:15 Poster B
Investigations of Ge-doped (Al,Ga)203 thin films — eA.
WERNER, H. voN WENCKSTERN, and M. GRUNDMANN — Halbleiter-
physik, Universitéat Leipzig, Leipzig, Germany
Since deep-ultraviolet photo-diodes find wide use in technical appli-
cations like flame detection, solar-blind materials like semiconducting
GagO3 are of peculiar interest. GazOs has a large bandgap of 4.4-
4.9V which can be enlarged by alloying with AloO31].
The investigated (Al,Ga)20O3 thin films were grown by pulsed laser de-
position (PLD) on (00.1) AloO3. We investigated the influence of the
growth parameters such as growth temperature (Ty) and oxygen partial
pressures (p(O2)) on the structural, optical and electrical properties of
the samples by X-ray diffraction, energy-dispersive X-ray spectroscopy,
atomic force microscopy, transmission, and Hall effect measurements,
respectively.
The thin films have (201) orientation and the cation incorporation
strongly depends on the deposition parameters. At a given Ty, the
incorporation of Al is favored for lower p(O2) due to higher dissocia-
tion energy of the Al-O bond compared to the Ga-O bond. At a given
p(Oz2), the incorporation of Al is favored for higher Ty due to desorp-
tion of gallium sub-oxides during growthm. Furthermore, we show the
influence of Ge-doping on the conductivity.
(1] H. von Wenckstern, Adv. Electron. Mater 3, 1600350 (2017).
(2] P. Vogt and O. Bierwagen, APL Mater. 4, 086112 (2016).

DS 17.14 Tue 18:15 Poster B

Occurence of the ephase in  (In;Gaj_;)203 and
(GazAl;_;)203 thin films — eA. WgrNErR!, H. von
WENCksSTERNY, C. Sturm!, D. Spuira!, V. ProzHeevaZ, R.

HoeLLpoBLER!, and M. GrRuNDMANN! — 1Halbleiterphysik, Univer-
sitit Leipzig, Leipzig, Germany — 2Department of Applied Physics,
Aalto University, Espoo, Finland

The wide bandgap semiconductor GazOs3 appears in five polymorphs
of which only the so-called e-phase has a high spontaneous polariza-
tion P along its c-axis[tl. Within heterostructures, a discontinuous
change of P at the heterointerface occurs, resulting in charge accu-
mulation. Therefore, stabilization of the e-phase within the ternary
alloys (In,Ga)203 or (Ga,Al)203 is required in order to utilize the
two-dimensional charge carrier gases within electronic devices. We
present studies of the occurrence of the e-phase in ternary alloys of
GagOg with IngO3 and Al2O3. Samples with continuous composition
spread[?] were grown by pulsed laser deposition on (00.1) Al2O3. As
target segments we used GazO3/InaO3 or Gaz03/Al203. Each seg-
ment was additionally doped with tin to facilitate the formation of the
e-phasel3]. Resulting thin films were investigated by means of X-ray
diffraction, transmission, energy-dispersive X-ray spectroscopy, Raman
spectroscopy, and atomic force microscopy. We observed a monotonic
shift of the e-reflexion in dependency of In-/Al-content; for example
the (002)-reflex shifts to lower angles with increasing In-content.

(1] M. B. Maccioni et al., Appl. Phys. Express 9, 04102 (2016).

(2] H. v. Wenckstern et al., CrystEngComm 15, 10020 (2013).

(8] M. Kracht et al., Phys. Rev. Applied 8, 054002 (2017).

DS 17.15 Tue 18:15 Poster B
Optical and Magnetic Properties of Spinel Type Ferrites in
Relation to their Crystallographic Order — eVITALY ZVIAGIN',
Paura Hutn?, Curis STurM!, DANIEL SPEMANN®, STEPHAN

MAanDL3, JORG LENZNER', ANNETTE SETZER', JAN MELJER!, REIN-
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HARD DENECKE®, PaBLo EsqQuiNazi*, MaARIUS GRUNDMANN", and
RUDIGER ScHMIDT-GRUND! — 1Universitit Leipzig, Felix-Bloch-
Institut fiir Festkérperphysik, Linnéstr. 5, Germany — 2Universitét
Leipzig, Wilhelm-Ostwald-Institut fiir Physikalische und Theoretische
Chemie, Linnéstr. 2, Leipzig — 3Leibniz-Institut fiir Oberflichenmod-
ifizierung e. V., Permoserstr. 15, Leipzig

ZnFes04 (ZFO) and composite ZngFes_,O4 thin films were fabricated
on SrTiO3 (100) and TiN/MgO (100) substrates by pulsed laser depo-
sition. Assigned electronic transitions in the dielectric function show a
clear dependence on temperature as well as pressure during deposition
and annealing processes. A decrease in the octahedral Fe2t site oc-
cupancy with an increase in Zn concentration in composite films was
observed in the band to band transition as well as the valence spe-
cific elemental composition, determined by spectroscopic ellipsometry
and analysis of Fe 3p and 2p XPS core levels, respectively. Change in
the ferrimagnetic response and electronic structure was examined af-
ter annealing ZFO films in argon and oxygen atmospheres at different
temperatures as well as after irradiation by NeT ions with different
fluences. Along with complementary methods such as Raman, AFM
and SEM, we show the influence of crystallographic order on magnetic
properties of normal, disordered and inverse spinel ferrite thin films.

DS 17.16 Tue 18:15 Poster B
Characterization of transport properties of thin g-GaO lay-
ers — eJoHANNES Boy!, MARTIN HANDWERG!, ROBIN AHRLING!,
RUDIGER MITDANK!, GUNTER WAGNER?, ZBIGNIEW GALAZKAZ, and
Saskia F. FiscHER! — 1AG Neue Materialien, Humboldt-Universitét
zu Berlin, Institut fiir Physik, Newtonstrasse 15, D-12489 Berlin, Ger-
many — 2Leibniz Institute for Crystal Growth, Max-Born-Strasse 2,
D-12489 Berlin, Germany

Gallium oxide has been of great interest as a functional material for
high power applications, due to its wide band gap and high break-
through field. Knowledge about the transport properties of the ma-
terial is a requirement for the design and production of gallium oxide
based electric devices. In this work, homoepitaxially MOVPE-grown
Si-doped B-GaO films have been investigated with regard to electric
and thermoelectric transport over a wide temperature range. We have
designed a measurement platform, which allows us to carry out van-
der-Pauw-, Hall- and Seebeck-measurements on the same sample. The
Seebeck coefficient S, conductivity o, Hall carrier density n and Hall
mobility p have been measured in thin films, which have to be distin-
guished in terms of film thickness, doping concentration and mobility
of the charge carrier. Seebeck coefficients in the range of a few hun-
dreds ¢V /K have been measured at room temperature and below. The
measurement of the Seebeck coefficient and Hall carrier density allows
a discussion of the temperature-dependent Hall scattering factor rsc
in various 8-GaO thin films.

DS 17.17 Tue 18:15 Poster B
Influence of Ga incorporation into bixbyite InyO3 thin films
on the performance of Schottky barrier diodes thereon —
eDANIEL SPLITH, STEFFEN LANZINGER, SOPHIE MULLER, HOLGER
vON WENCKSTERN, and MARIUS GRUNDMANN — Universitdt Leipzig,
Felix-Bloch-Institut fiir Festkorperphysik, Leipzig, Germany

Oxide semiconductors like IngO3 are promising materials for a new
generation of transparent electronic devices. Although first Schottky
contacts on InoOg3 were realized recently using a reactive sputtering
process [1], rectification of such contacts remained poor. Incorpora-
tion of Mg, acting as an acceptor in InpO3, improves the rectifica-
tion [2]. Further improvement can be expected from Ga incorporation
into the bixbyite IngO3 phase, since In incorporation into the mono-
clinic 8-Gaz O3 phase decreases the barrier height of Schottky contacts
on -GasOg thin films significantly [3].

In this contribution we investigate the influence of Ga incorporation
into the bixbyite IngO3 phase on the rectifying behavior of Schottky
contacts. InaOg thin films with and without Ga admixture were grown
by pulsed laser deposition. Schottky contacts were realized by sput-
tering of Pt. In the IV-characteristics, a significantly smaller reverse
current can be observed for the samples having a Ga admixture, lead-
ing to an improved rectification. Additionally, first thermal admittance
spectroscopy measurements were performed on such thin films.

[1] H. von Wenckstern et al., APL Mat. 2(4), 046104 (2014)
[2] F. Schmidt et al., Phys. Status Solidi B, 252(10), 2304-2308 (2015)
[3] H. von Wenckstern et al., ACS Comb. Sci. 17(12), 710-715 (2015)
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A pulsed laser deposition technique to control the composi-
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tion of ternary thin films in growth direction demonstrated on
the (Alx,Ga;_x)203 alloy — eMax KnEeisz, HOLGER VON WENCK-
STERN, and MARIUS GRUNDMANN — Universitit Leipzig, Felix-Bloch-
Institut fiir Festkorperphysik, Leipzig, Germany

In conventional pulsed laser deposition (PLD) a continuous variation
of the composition of ternary thin films in growth direction is not pos-
sible since the number of discrete alloy combinations is limited by the
amount of targets which can be mounted in the setup. We therefore
propose a technique using only a single elliptically-segmented target
with two regions of different composition. We control the Al/Ga ratio
of the thin films by varying the radial position of the PLD laser spot
on the target and thereby changing the ratio of the path lengths of the
laser spot in the different regions. In analogy to our approach for lateral
continuous composition spreads [1] (lateral CCS), we call this method
vertical CCS. We will show that we are able to control the composition
of (Alx,Gai_x)203 thin films in growth direction quasi continuously
or stepwise. Therefore films with varying single Al-contents are grown
using the new technique on c-sapphire substrates. The Al-content in
the films is determined by transmission spectroscopy. The structural
and optical quality is similar to films grown via conventional PLD.

[1] H. von Wenckstern et al., CrystEngComm 15, 10020 (2013)

DS 17.19 Tue 18:15 Poster B
Electrical properties of unipolar devices based on amorphous
zinc oxynitride — e ANNA REINHARDT, HOLGER VON WENCKSTERN,
and MARIus GRUNDMANN — Universitéat Leipzig, Felix-Bloch-Institut
fir Festkorperphysik, Semiconductor Physics Group

Amorphous zinc oxynitride (a-ZnON) was demonstrated to be a
promising high-mobility semiconductor for low-temperature fabri-
cated, high-performance thin-film transistors [1-3]. Up to now, only
metal-insulator-semiconductor field-effect transistors based on a-ZnON
were reported.

Here, we present our results on metal-semiconductor field-effect tran-
sistors (MESFETS) using reactively sputtered platinum gate-contacts
to control the current flow in the sputter deposited a-ZnON channel.
On/off ratios of 10° and saturation mobilities of about 50 cm?V~1s~!
are achieved. Furthermore, the electrical properties of the Schottky
gate diode were analyzed by means of temperature-dependent current-
voltage measurements.

[1] Y. Ye et al., J. Appl. Phys. 106, 074512 (2009)

[2] H.-S. Kim et al., Sci. rep. 3, 1459 (2013)

[3] A. Reinhardt et al., Phys. Status Solidi A 213 (7), 1767 (2016)

DS 17.20 Tue 18:15 Poster B
Influence of pre-growth conditions on the interface formation
in SrTiO3s homoepitaxial thin films grown with pulsed laser
deposition (PLD) — eLAurAa Bocura, ToNI MARKURT, MARTIN
ALBRECHT, and JUTTA SCHWARZKOPF — Max-Born-Str. 2, 12489
Berlin, Germany

In this poster a systematic study on the pre-growth conditions of a
model perovskite system, namely homoepitaxial SrTiO3 thin films
grown by pulsed laser deposition (PLD) will be presented. In order
to understand the origin of its functional properties and the correla-
tion to defects the interface between substrate and film is of utmost
importance. Therefore, we investigated the influence of different pre-
growth conditions like oxygen partial pressure and substrate temper-
ature on the surface reconstruction and the resulting interface. On
as prepared SrTiOgs substrates we observed a (\/ﬁ X \/ﬁ) — R33.7°
reconstruction causing a non-stoichiometric interface measured both
with transmission electron microscopy and x-ray diffraction. However,
with vacuum annealing the surface structure can be altered to more
favourable reconstructions for homoepitaxial thin film growth.

DS 17.21 Tue 18:15 Poster B
Electrical charcterization of thin monocrystalline homoepi-
taxial 3-GazOs3 films — eRoBIN AHRLING!, JoHANNES Bov!, MAR-
TIN HANDWERG!, RUDIGER MITDANK!, ZBIGNIEW GALAZKAZ, GUN-
TER WAGNER?, and Saskia F. Fiscuer! — 'Novel Materials Group,
Humboldt-Universitéit zu Berlin, 12489 Berlin, Germany — 2Leibniz
Institute for Crystal Growth, 12489 Germany

As a wide band gap semiconductor with a high breakthrough field,
gallium oxide (Ga2Os3) has shown to be a promising material for ap-
plications in high power electronics. However, it is not yet clear how its
electrical properties may change with a variation of crystal thickness.
These changes may be caused by a change in scattering mechanisms
or an inhomogeneity in crystal growth.

36

Here, homoepitaxially MOVPE-grown monocrystalline Si-doped (-
GagOs3 films of thicknesses between 28 nm and 225 nm were electrically
characterized in a temperature range from 300 K down to 10 K. Van-
der-Pauw and Hall-measurements have been performed to determine
conductivity, Hall density and carrier mobility in those films. It was
found that above 150 nm thickness the films show a behavior similar
to the bulk. Below 100 nm a drastic drop of the mobility with de-
creasing thickness was seen. The Bergmann model, based on surface
scattering of electrons due to their wavelength, was used to describe
this dependence and showed an overall good agreement with the data.
An alternative explanation is inhomogeneity in the sample growth pro-
cess. In any case, this reduction in mobility for thin films has to be
considered for future applications in devices.

DS 17.22 Tue 18:15 Poster B
growth mode evolution during (100)-oriented [-ga203 ho-
moepitaxy — ZONGZHE CHENG!, MICHAEL HANKE!, ZBIGNIEW
caLAzKA2, and ACHIM TRAMPERT! — !Paul-Drude-Institut fiir Fes-
tkorperelektronik, Hausvogteiplatz 5-7 10117 Berlin, Germany —
2Leibniz-Institut fiir Kristallziichtung, Max-Born-Strafe 2, 12489

Berlin, Germany

our work focuses on the analytics of (100)-oriented beta-Ga203 ho-
moepitaxy as grown by MBE. In-situ reflection high-energy electron
diffraction (RHEED) reveals sharp strike patterns that are indicative
for a 2D layer-by-layer mode accompanied by a (1*1) surface recon-
struction. The crystal structure of the thin film shows a high quality
and matches coherently with the substrate underneath, as probed by
in-situ synchrotron-based high resolution x-ray diffraction (HRXRD)
and azimuthal RHEED maps. In contrast to the substrate, there is a
high density of stacking faults and twin domains in the layers found
by ex-situ transmission electron microscopy (TEM), which serve as a
mark of the layers. The twins form from the coalescence of nucleated
islands, which are elongated along b-direction. As monitored by the
RHEED oscillations, the layer thickness can be controlled very pre-
cisely, therefore making it a good candidate for research and design of
2D electronics.

DS 17.23 Tue 18:15 Poster B
Resistive switching in memristive CBRAM devices — oSVEN
DRKMANN! and THOMAS MussENBROCK? — !Ruhr-Universitit
Bochum, Lehrstuhl fiir Theoretische Elektrotechnik, 44780 Bochum,
Germany — 2BTU Cottbus-Senftenberg, Lehrstuhl fiir Theoretische
Elektrotechnik, 03046 Cottbus, Germany

We report on resistive switching of memristive electrochemical metal-
lization devices (CBRAM) using 3D kinetic Monte Carlo simulations
describing the transport of ions through a solid state electrolyte of an
Ag/TiOx/Pt thin layer system. The ion transport model is consis-
tently coupled with solvers for the electric field and thermal diffusion.
We show that the model is able to describe not only the formation
of conducting filaments but also its dissolution. Furthermore, we cal-
culate realistic current-voltage characteristics and resistive switching
kinetics. Finally, we discuss in detail the influence of both the elec-
tric field and the local heat on the switching processes of the device.
Furthermore, the reset process is discussed in detail.

This work is funded by the German Research Foundation DFG in
the frame of Research Unit FOR2093.

DS 17.24 Tue 18:15 Poster B
Devices and Integrated Circuits Based on Amorphous Zinc-
Tin-Oxide — ¢O. LaHR, S. Voar, Z. ZHANG, H. voN WENCK-
sTERN, and M. GRUNDMANN — Universitat Leipzig, Semiconductor
Physics Group, Leipzig, Germany

Currently there exists an increasing demand for low cost electronics
and novel devices based on sustainable materials. Amorphous zinc-
tin-oxide (ZTO) as a promising candidate paves the way for such
technology since it only consists of abundant, non-toxic elements and
can be deposited at room temperature with tunable charge carrier
densities between 10'® cm™3 and 10 cm~3 as well as mobilities up
to 32 cm?/Vs [1].

We present metal-semiconductor field effect transistors (MESFETs)
and inverters based on amorphous n-type ZTO channels. The thin
films were deposited at room temperature via long throw magnetron
sputtering using a target with a 67 % ZnO and 33 % SnO2 composi-
tion. On/Off ratios greater than 8 orders of magnitude are achieved
for reactively sputtered Pt gate contacts with an 5-10 nm thick insu-
lating i-ZTO layer in-between for rectification ratio enhancement [2].
Corresponding MESFET-based inverters show a peak gain maximum
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(pgm) up to 330 at Vpp 3 V, thus ZTO is a suitable candidate
towards more advanced circuits as for instance ring oscillators [3].

[1] Bitter et al., ACS Appl. Materials & Interfaces, 9, 31, 2017.
[2] Schlupp et al., Physica Status Solidi (a), 214, 10, 2017.
[3] Kliipfel et al., Advanced Electronic Materials, 2, 7, 2016.

DS 17.25 Tue 18:15 Poster B
A Variable Gas Injection System for Rapid Precursor Test-
ing in Focused Electron Beam Induced Deposition — e ROBERT
WiNkLERD2, GEORG ARNOLD'2, JUERGEN SATTELKOW!2, ANDREW
Smrtu®, and HARALD PLank!2 — !Institute for Electron Microscopy
and Nanoanalysis Graz University of Technology, 8010 Graz, Aus-
tria — 2Graz Centre for Electron Microscopy, 8010 Graz, Austria —
3Kleindiek Nanotechnik GmbH, Aspenhaustrasse 25, 72770 Reutlin-
gen, Germany

Focused electron beam induced deposition (FEBID) is an additive,
direct-write technology for the controlled on-demand fabrication of
functional nano-structures on virtually any given material and sur-
face morphology. Beside the strong current trend towards true 3D
nano-fabrication with yet unpreceded flexibility, the material aspect
is gaining increasing importance as the functionality finally decides
about the applicability in research and development. From a chemical
point of view, there was very strong progress during the last 3 years in
the frame of the EU COST action CELINA, which brought essential
insights and introduced new precursors. Those, however, need to be
tested in an iterative fashion where technical flexibility is one of the
highest demands. In this contribution we focus on a versatile and flex-
ible gas injection system for rapid precursor testing of new materials.
We also discuss how the system can be used for other exposure experi-
ments such as purification or sensor applications. As we will show, the
system provides unique advantages and an uncomplicated handling as
essential element for further progress in the field of FEBID.

DS 17.26 Tue 18:15 Poster B
Investigation and utilization of catalytic processes in FEBIP
techniques for nanofabrication — eELIF BirLciLisoy, CHRIs-
TIAN PREISCHL, FLORIAN VoLLNHALS, and HUBERTUS MARBACH —
Lehrstuhl fiir Physikalische Chemie 11, Friedrich-Alexander University
Erlangen-Niirnberg, Egerlandstr. 3, 91058 Erlangen

In our group, we use and investigate Focused Electron Beam Induced
Processing (FEBIP) techniques ultra-high vacuum (UHV) to fabri-
cate arbitrary shaped nanostructures. Therefore, we use the highly
focused electron beam of a scanning electron microscope in UHV to
either directly modify adsorbed precursor molecules (electron beam in-
duced deposition, EBID) or to locally modify the substrate such that it
becomes active towards the decomposition of subsequently dosed pre-
cursor molecules (electron beam induced surface activation, EBISA)
[1]. In the corresponding experiments with the precursors Fe(CO)s
and Co(CO)3NO we observed diverse catalytic processes, like precur-
sor decomposition at the pristine substrate, autocatalytic growth and
decomposition on deposits of the other precursor. We will present and
discuss the corresponding observations, e.g., the partially very different
chemical sensitivities of the two precursors, the possibility to quench
the catalytic activity of a surface by the preparation of organic layers
and in particular how to exploit the findings for the improvement of
FEBIP [2].

[1]H. Marbach, Appl. Phys. A 117 (2014), 987

[2|Drost et al., Small Methods, 1 (2017) 1700095

DS 17.27 Tue 18:15 Poster B
Evaluation of critical electron doses for surface activation
in electron beam induced surface activation (EBISA) —
oFLORIAN VOLLNHALS, CHRISTIAN PREISCHL, MARTIN DrosT, FAN
Tu, and HuBerTUS MARBACH — Lehrstuhl fiir Physikalische Chemie
II, Universitat Erlangen-Niirnberg, Egerlandstr. 3, D-91058, Erlangen

The world of focussed electron beam induced processing encom-
passes not only electron beam induced deposition (EBID) and etching
(EBIE), but also techniques like electron beam induced surface acti-
vation (EBISA).! In EBISA, an surface is locally modified by a elec-
tron beam such that it becomes active towards the decomposition of
a subsequently dosed precursor, here Fe(CO)s. The deposit can grow
autocatalytically, i.e. via the local decomposition of further Fe(CO)s
molecules, to form clean, polycrystalline iron deposits on the surface.
Susceptible surfaces include oxides (TiOg2, SiO2) as well as molecular
layers (Porphyrins on various substrates).

In order to better understand the activation mechanisms and their
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dependence on the experimental parameters, we exploit the backscat-
tering behavior of electrons commonly observed as BSE proximity ef-
fect to fabricate deposits and compare these to Monte-Carlo simula-
tions. This allows to evaluate critical activation parameters and asses
their implications for the EBISA process.

L Walz et al., Angew. Chem. Int. Ed. 49 (2010), 4669; Marbach,
Appl. Phys. A 117 (2014), 987; Drost et al., Small Methods, 1 (2017)
1700095

DS 17.28 Tue 18:15 Poster B
Reduction and annihilation of wrinkles in graphene
by Het ion bombardment at elevated temperatures —
e ALEXANDER HERMAN, PHILIPP VALERIUS, and THoOMAS MICHELY
— II. Physikalisches Institut, Universitdt zu Koln, Ziilpicher Str. 77,
50937 Koln, Germany

Due to thermal mismatch of substrate and graphene, wrinkles form
in CVD grown graphene upon cooling from the growth temperature
to ambient. Wrinkles typically form a network with a characteristic
lateral scale of micrometers. Wrinkles affect graphene’s electrical and
thermal properties through scattering processes in an unfavorable way.
Therefore, methods to avoid wrinkle formation or to eliminate wrinkles
are highly desirable.

Using a high CVD growth temperature of 1400°C for graphene on
Ir(111) we force a large amount of wrinkles to result in the absence of
any additional treatment. By additional low fluence, low energy noble
gas ion irradiation at temperatures around the CVD growth tempera-
ture we show through scanning tunneling microscopy, that the height
and length of the resulting wrinkles can be reduced until they are
eventually completely eliminated. However, as side effects blisters and
small vacancy clusters pinned to the moiré of graphene with Ir(111)
show up.

DS 17.29 Tue 18:15 Poster B
Controllable p-doping of wafer-scale few-layer MoxNb1l-xS2
— oTiEN Tung Luoncg!, YEN-TENG Ho!, PenG Lu2, Yung-CHING
Cuul, Cuao AN Jong3, Epwarp Y1 Cuanc!, and Jason C.S.
Wo0? — INational Chiao Tung University, Hsinchu, China, Repub-
lic of (ROC) — 2University of California, Los Angeles, Los Angeles,
United States — 3National Nano Device Laboratories, National Ap-
plied Research Laboratories, Hsinchu, China, Republic of (ROC)

Exfoliated monolayer MoS2 shows a great possibility FET for next
generation due to the ultra-high carrier confinement. Nevertheless,
exfoliation method is not suitable for practical applications on a large
scale and disadvantages in controlling layer number and doping. 2D
MoS2 can be used in many kinds of application fields, such as low power
logic circuits, flexible electronics, sensors, memories and photovoltaic.
etc. For integration circuit application, it is important to form p-type
channels, Nb is the promising candidate for p-type dopant in MoS2. In
this works, a very thin MoOx:Nb film was deposited on a commercial
2-inch sapphire wafer using a co-sputtering and then was sulfurized in
H2S ambient at 750 oC to form few-layer MoxNb1-xS2. The effective
mobility and effective hole concentration examined by Hall measure-
ment and inferred from a field-effect measurement are strongly depen-
dent both on the Nb power of co-sputtering and on the sulfurization
conditions. Within some conditions, the effective mobility drastically
increases as increasing the Nb incorporation and consequent the hole
concentration in MoxNb1-xS2. The results present a feasible synthesis
method for controllable p-doping of wafer-scale few-layer MoxNb1-xS2.

DS 17.30 Tue 18:15 Poster B
Utrafast dynamics in MoS2 probed by transient Raman spec-
troscopy — eCHRISTOPH BoGUSCHEWsKI, JINGYI ZHU, and PauL
H.M. van LoosprecHT — II. Physikalisches Institut der Universitét
zu Koln

Mono-layer transition metal dichalcogenides (TMDs) form the most
important materials platform for the emerging field of valleytronics.
In order to further develop this field, it is crucial that one understands
the dynamical aspects of valley excitations, including both population
and polarization dynamics. Here we present a study of these dynamics
in MoS2 using picosecond time resolved spontaneous Raman scatter-
ing. Apart from an insight into the phonon population dynamics, this
technique yields a detailed insight in the population and polarization
dynamics of valley excitations through the transient behavior of a dou-
bly resonant Raman response in TMDs.

DS 17.31 Tue 18:15 Poster B
Epitaxially grown h-BN on Ir(111) under He ion irradia-
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tion: A route to form one atom thick membranes with an
ordered array of nanometer sized holes — ePHILIPP VALERIUS,
CARSTEN SPECKMANN, ALEXANDER HERMAN, and THoOMAS MICHELY
— II. physikalisches Institut, Universitdt zu Koln, Germany

Chemical vapor deposition of borazine molecules on Ir(111) results
in a well aligned monolayer of hexagonal boron nitride (h-BN) which
forms an incommensurate moiré with (11.7x11.7) h-BN on (10.7x10.7)
Ir unit cells. The large h-BN super cell consists of a flat physisorbed
mesa with small chemisorbed valleys which form a 2D hexagonal lat-
tice with a pitch of about 3 nm. Here we demonstrate that single
vacancies created in the h-BN monolayer on Ir(111) by low fluence
500 eV He ion irradiation at elevated temperatures order to vacancy
clusters that are located in the initial valley regions. Consequently, a
2D antidot lattice of small holes with diameters of 0.5-1 nm is formed.
The vacancy cluster formation is traced back to single vacancy mobil-
ity and preferential bonding of vacancy cluster edges to Ir(111) in the
valley regions. Moreover, similar irradiation experiments for an h-BN
monolayer on Pt(111) show that our observations represent a general
principle of irradiation induced antidot lattice formation, rather than
a unique case. Possible uses of such nanomesh membranes based on
low energy irradiation are outlined.

DS 17.32 Tue 18:15 Poster B
Local stacking order in few-layer graphene — FaBiaN RupoLr
GEISENHOF!, eFELIX WINTERER!, and RALF THoMas WErrz!:2
IPhysics of Nanosystems, Physics Department, Ludwig Maximilians
Universitit, Miinchen, Germany — ?NanoSystems Initiative Munich
(NIM) and Center for NanoScience (CeNS), Miinchen, Germany

The electronic bandstructure of few-layer graphene depends strongly
on the local stacking order. For example, it was shown that in con-
trast to Bernal stacking, ABC stacking exhibits flat conduction bands.
These flat bands could possibly lead to exchange-interaction driven
novel states [1,2]. It is, therefore, essential to understand and charac-
terize the local stacking order of few-layer graphene samples.

Here, we investigate the local stacking order of few-layer graphene
using Atomic Force Microscopy, Raman Spectroscopy and SNOM Mea-
surements. We discuss the surprising observation that wet processing
can transform the local stacking from ABC to ABA stacking order and
induce further stacking boundaries while others are straightened out.

[1] R.T. Weitz, M.T. Allen, B.E. Feldman, J. Martin, and A. Yacoby,
Broken-symmetry states in doubly gated suspended bilayer graphene,
Science 330, 812 (2010)

[2] Y. Nam, D.-K. Ki, M. Koshino, E. McCann and A.F Morpurgo,
Interaction-induced insulating state in thick multilayer graphene, 2D
Mater. 3 045014 (2016)

DS 17.33 Tue 18:15 Poster B
Magnetic-Field-Induced Rotation of Polarized Light Emis-
sion from Monolayer WSy — eROBERT ScuHMIDT!, AsHISH
Aroral, GErRD PLECHINGER?, PHILIPP NAGLER?, ANDREs GRANA-
pos DEL AcuiLa®, Mariana V. BaLrortin®, PrTer C. M.
CHRISTIANEN®, STEFFEN MICHAELIS DE VASCONCELLOS!, CHRIs-
TIAN ScHULLERZ2, ToBias KornZ, and RupoLr BRATSCHITSCH! —
Hnstitute of Physics and Center for Nanotechnology, University of
Miinster, 48149 Miinster, Germany — 2Department of Physics, Uni-
versity of Regensburg, 93040 Regensburg, Germany — 3High Field
Magnet Laboratory (HFML-EMFL), Radboud University, 6525 ED
Nijmegen, The Netherlands

Atomically thin transition metal dichalcogenides (TMDCs) are poten-
tial building blocks of future applications in the field of "valleytronics".
Valley polarization and valley coherence are two important physical
mechanisms observed in monolayer TMDCs, such as MoS2, WSa, and
WSe2. We investigate the effect of valley coherence in a WSo mono-
layer by measuring the linear polarization of the photoluminescence
from the A exciton in high magnetic fields. The magnetic field causes
a valley Zeeman splitting of the KT and K~ valleys of 8 meV at 30 T.
The splitting causes a rotation of the emission polarization with respect
to the excitation, accompanied by a reduction of the polarization de-
gree. Both of these phenomena are explained with a model based on
two noninteracting coherent two-level systems. Our results light the
way for manipulating the phase between the Kt and K~ valley, which
is important for future valleytronic devices.

DS 17.34 Tue 18:15 Poster B

2-Dimensional Atomic Crystals of Transition Metal Dichalco-
genides — oJAKUB ScHUssER'2, ZAKARIAE ErL Yousih3, Jan
1, and KaroL

MiNaR?, CepHiSE CacHo®, CHRISTINE RICHTER!,
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Hricovint! — !University of Cergy-Pontoise, Paris, France —

2University of West-Bohemia, New technologies research centre, Plzen,
Czech Republic — 3CLF, RAL, Harwell Campus, Didcot, United King-
dom

Recent development in two-dimensional materials such as graphene,
hexagonal boron nitride or transition metal dichalcogenides (TMDCs)
has shown such material promising for several applications. TMDCs in
particular, are a group of layered materials (e.g. NbSe2, MoS2, MoSe2
WS2, MoTe2) which, despite being structurally similar are particu-
larly interesting due to their strong chemical stability, large flexibility,
optical properties and the array of electronic properties ranging from
semiconducting to metallic depending on their exact composition, ge-
ometry and thickness. Due to similarities such as band gap in a visible
spectrum, TMDCs have previously been studied for photovoltaic ap-
plications.

We measured thin films (one and several monolayers) of MoSe2,
MoS2 and MoTe2 using photoelectron spectroscopy (XPS, ARPES,
SARPES). More specifically, the aim of our studies was to determine
the changes in the electronic structure when depositing the films on
different substrates and when the film thickness is increasing. We fol-
lowed as well the evolution of the spin texture near the K, K* and M
points of the surface Brillouin zone.

DS 17.35 Tue 18:15 Poster B
Spin and Charge Transport in Doped Graphene as a Tailored
Carbon Allotrope — eMaRrie-Luise Braarz!:2, NiLs RicuTERD2,
ALExXANDER Tries? 23, AxerL Binper?, Har I. Wanc3, and MATH-
1as Kriuih2 — llnstitute of Physics, Johannes Gutenberg Univer-
sity Mainz, 55099 Mainz, Germany — 2Graduate School of Excel-
lence Materials Science in Mainz (MAINZ), 55128 Mainz, Germany —
3Max-Planck-Institut fiir Polymerforschung, 55128 Mainz, Germany
— 4BASF SE, 67056 Ludwigshafen, Germany

Graphene is a remarkable material with numerous extraordinary prop-
erties, among them a high charge carrier mobility. However, it does not
have a band gap, which is necessary for many applications. To modify
graphene in this respect we employ chemical doping which has been
shown to have an effect on the electronic structure [1]. Hence, we use
heteroatom-doping, in particular nitrogen, to modify the structure as
well as the electronic and magnetotransport properties. The amount of
dopants is systematically varied so different dopant concentrations can
be compared. The samples are then analyzed by Raman and electron
microscopy to elucidate the changes in structure. Measuring the mag-
netoresistance at various temperatures and fields allows us to correlate
the structure to the charge transport properties [2].

[1] H. Wang et al., ACS Catal. 2, 781 (2012)

[2] M. Rein et al., ACS Nano 9, 1360 (2015)

DS 17.36 Tue 18:15 Poster B
Defect enhanced carrier cooling dynamics in graphene —
eEpuarp UnGER!, Roranp Kozusek?, STEFAN WEBER!, MiscHA
Bonn!, MARIKA ScHLEBERGER?, and DmiTRy TuURrcHINOvIcH!:2
I Max-Planck-Institut fiir Polymerforschung, 55128 Mainz — 2Fakultét
fir Physik, Universitat Duisburg-Essen, 47057 Duisburg

The present study deals with one of the main drawbacks that charac-
terizes graphene namely the breakdown of THz conductivity for electric
fields typical in the semiconductor industry. This results in undesir-
able limitations in its potential applications as a new material for the
next generation of electronics. Our research aims to overcome this
limitation by studying the influence of defects on the charge carrier
dynamics. Specifically, in order to study the role of structural defects
on the charge carrier cooling dynamics via optical pump - THz probe
measurements, we introduce the defects into CVD graphene via Xenon
irradiation. It comes out that irradiated graphene shows an increase in
negative photoconductivity and enhanced charge carrier cooling. Fur-
thermore, THz-TDS measurements confirmed an enhancement of THz
conductivity for low defect concentrations. These findings provide a
potential way to improve graphene high frequency performance.

DS 17.37 Tue 18:15 Poster B
Fully relativistic ab initio calculations based on the layer
Korringa-Kohn-Rostoker method — eANDRrREAs HELD, Voicu
Porescu, JURGEN BRrauN, and HUBERT EBERT — Department
Chemie, Ludwig-Maximilians-Universitdt Miinchen

Understanding the physics of systems with reduced dimensions (mul-
tilayer, 2d-materials, surfaces) is a crucial factor for the development
of new electronic devices. For this purpose, a computationally ex-
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tremely efficient and formally robust method, the layer Korringa-
Kohn-Rostoker (LKKR) method, has been proposed by MacLaren and
Pendry [1]. The scheme is hardly used in particular in its relativistic
representation in dealing with the calculations for the electronic struc-
ture and transport properties. We included the LKKR scheme in our
fully relativistic spin-polarized KKR code [2]| that allows us to inves-
tigate the impact of relativistic effects like spin-orbit coupling onto
layered systems. An implementation of the coherent potential approx-
imation (CPA) allows the evaluation of disorder effect in alloys. With
the so-called alloy-analogy [3] model finite temperatures can be treated
with lattice vibrations and spin fluctuations.

[1] .M. MacLaren et al., Phys. Rev. B 40, 12164 (1989); J.M. Ma-
cLaren et al., Comp. Phys. Comm. 60, 365 (1990). [2] H. Ebert et
al., Rep. Prog. Phys. 74, 096501 (2011). [3] H. Ebert et al., Phys.
Rev. B 91, 165132 (2015).

DS 17.38 Tue 18:15 Poster B
In-situ TEM investigation of NaCl decomposition encapsu-
lated in graphene liquid cells — FREDRIK BRAUER, ¢ T1BOR LEHN-
ERT, and UTE KaIser — Electron Microscopy Group of Materials Sci-
ence, University of Ulm, Ulm 89081, Germany

By in-situ transmission electron microscopy we investigate the decom-
position process of encapsulated sodium chloride (NaCl) in a graphene
liquid cell. We repeated the experiments more than 15 times and found
that the actual decomposition process is always very similar. However,
it was found out, that these crystals have extremely different stabil-
ity times. That means the electron dose they can accept before the
decomposition process starts deviates massively. This leads to the as-
sumption, that the process is not only determined by the interaction
of electron beam and ionic crystal. Due to our investigations a con-
nection between the stability of NaCl and the chemical etching of the
graphene layers could be established.

DS 17.39 Tue 18:15 Poster B
Structural ordering of molybdenum disulfide studied via re-
active molecular dynamics simulations — ePaoLo NicoLini!,
Rosario Caprozza?, and Tomas PoLcar!3 — 1Czech Technical Uni-
versity in Prague, Prague, Czech Republic — Z2Istituto Italiano di
Tecnologia-IIT, Genova, Italy — 3nCATS, University of Southamp-

ton, Southampton, United Kingdom

Molybdenum disulfide, the most studied member of the transition
metal dichalcogenides family, has been used as a solid lubricant for sev-
eral decades, showing extremely low friction coeflicients[1] and stabil-
ity to high temperature. Its lubricating properties are ascribed to the
weak van der Waals interactions between sulfur atoms in the crystalline
layered structure. Moreover MoS2, even when prepared in the amor-
phous state or made of randomly oriented domains, can undergo shear
induced structural transitions to the more ordered layered state affect-
ing its tribological properties|2]. Exploiting a classical force field[3]
able to treat explicitly formation and breaking of bonds, we investi-
gate by molecular dynamics simulations, the shear induced structural
changes and possible layer formation in the amorphous molybdenum
disulfide. The ordering process is studied in details, with particular
regard to the estimation of the thermodynamic properties that govern
the process itself. A connection with crystallization theories is finally
found, conferring a predictive power to the achieved results.

[1] J.M. Martin et al., Phys. Rev. B, 48, 10583(R) (1993). [2] J.
Moser, F. Lévy, Thin Solid Films, 228, 257 (1993). [3] T. Liang et al.,
Phys. Rev. B, 79, 245110 (2009).

DS 17.40 Tue 18:15 Poster B

X-ray absorption spectroscopy studies on transition
metal dichalcogenide heterostructures — eFLORIAN Rascu!,
SAGE BaUERs?, GaviN Mircason?, KyLE HiTE2, DANIELLE

HamaNN2, Davib JounsoN?, Javier HERRERO-MARTIN®, MANUEL
VALVIDARES®, BERND BucHNER!'4, and JorGE HAMANN-BORRERO!
— !Leibniz Institute for Solid State and Materials Research Dresden,
Dresden, Germany — 2Department of Chemistry and Materials Sci-
ence, University of Oregon, Eugene, oregon, United States — 3ALBA
Synchrotron Light Source, Cerdanyola del Vallés, Barcelona, Spain —
4Department of Physics, TU Dresden, Dresden, Germany

Over the last years transition metal dichalcogenides (TMDs) have pro-
vided a wide playground to study their electronic properties in the
crossover from 3D bulk to 2D monolayer structures. A novel way to
study the effect of dimensionality on TMDs is given by a new class
of materials, i.e. thin film heterostructures with chemical formula
(MSe)m /(TSe2)rn, where m layers of a monochalcogenide MSe (e.g.
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M = Pb, Sn) and n layers of a TMD (e.g. T = Nb, V) are altenrately
stacked. In these materials the dimensionalities m and n as well as
the constituents M and T can be precisely controlled, allowing for sys-
tematic studies of the electronic properties as a function of m, n, M
and T. Here, we want to introduce these materials and their trends in
electrical properties upon tuning the dimensionality and exchanging
the constituents. We will discuss details of the electronic structure
of (MSe)1/(NbSe2)1 (M = Bi, Sn, Pb) by combining results of x-ray
absorption spectroscopy with preliminary bandstructure calculations.

DS 17.41 Tue 18:15 Poster B
Revisiting graphene oxide chemistry via spatially-resolved
electron energy loss spectroscopy — ®ALBERTO ZOBELLI!,
ANNA TArRARAN!, ANA BENITO?, WoLFGANG MASER?, and ODILE
StiEpHAN! — !Laboratoire de Physique des Solides, University of
Paris-Sud, CNRS, Orsay, France — 2Instituto de Carboquimica ICB-
CSIC, Zaragoza, Spain

The type and distribution of oxygen functional groups in graphene ox-
ide (GO) and reduced graphene oxide (RGO) remain still a subject
of great debate. Local analytic techniques are required to access the
chemistry of these materials at a nanometric scale. Electron energy loss
spectroscopy in a scanning transmission electron microscope can pro-
vide the suitable resolution, but GO and RGO are extremely sensitive
to electron irradiation. In this work we employ an optimized experi-
mental setup to reduce electron illumination below damage limit. GO
oxygen maps obtained at a few nanometers scale show separated do-
mains with different oxidation levels. The C/O ratio varies from about
4:1 to 1:1, the latter corresponding to a complete functionalization of
the graphene flakes. In RGO the residual oxygen concentrates mostly
in regions few tens of nanometers wide. Specific energy-loss near-edge
structures are observed for different oxidation levels. By combining
these findings with first-principles simulations we propose a model for
the highly oxidized domains where graphene is fully functionalized by
hydroxyl groups forming a 2D-sp3 carbon network analogous to that
of graphane.

DS 17.42 Tue 18:15 Poster B
Surface-assisted synthesis of 0-, 1-, and 2-dimensional
structures — eKaravyoun GHARAGOzZLOO-HUBMANN, NicLas SVEN
MUELLER, CHRISTIAN LoTzE, KATHARINA J. FRANKE, and
STEPHANIE REICH — Department of Physics, Freie Universitéit Berlin,
Arnimallee 14, 14195 Berlin, Germany

The on-surface synthesis of graphene nanoribbons based on halo-
genated unsaturated hydrocarbons is an already known and often used
concept.|[1] Molecular precursors were designed that led to the synthe-
sis of ribbons with different symmetry and width.|2]

We propose a novel concept for the on-surface synthesis of 0-, 1-,
or 2-dimensional structures. We suggest to select the target precursor
from commercially available molecules and use the template substrates
for the growth of graphene substructures. We already demonstrated
the growth of 2D graphene, when using extended metal substrates.|[3]
This concept not only provides access to the various graphene substruc-
tures, but also impressively demonstrates the use of weak molecular
interactions for the production of more complex structures via covalent
coupling.

[1] Cai, JM; Ruffieux, P; Jaafar, R; Bieri, M; Braun, T; NATURE
2010, 466, 7305, 470.

[2] Ruffieux, P; Wang, S; Yang, B; Sanchez-Sanchez, C; Liu, J; NA-
TURE 2016, 531, 7595, 489.

[3]Gharagozloo-Hubmann, K; Miiller, NS; Giersig, M; Lotze, C;
Franke, KJ; Reich, S; J. Phys. Chem. C 2016, 120 (18), 9821.

DS 17.43 Tue 18:15 Poster B
A biosynthetic pathway reconstituted within compartmen-
talized vesicles — eAkanksHA MocAa — Max Planck Institute of
colloids and Interfaces, Potsdam, Germany

Cells are complex chemical systems composed of distinct compart-
ments that function in a systematic manner. Compartmentalization
of the cell is considered as a key step in the direction of eukaryotic
evolution that accommodates multiple bio-chemical reactions. These
compartments establish physical boundaries for biological processes
that enable the cell to carry out different metabolic activities at the
same time. In the discipline of bottom-up synthetic biology, lipid vesi-
cles serve as an artificial cell but there is need to compartmentalize the
processes within these vesicles. Here, we aim to mimic a cell by devel-
oping compartmentalized Giant Unilamellar Vesicles (cGUVs), as an
artificial cell model.To illustrate the role of compartments, we study a
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multi-compartment enzymatic pathway, biosynthesis of molybdenum
co-factor (Moco). Moco biosynthesis is highly conserved and ubiqui-
tous pathway that takes place in a typical eukaryotic mitochondrion.
The reactions involves cascade of protein/enzymatic reactions but pro-
tein encapsulation is not always supported by conventional lipid vesi-
cles generation techniques. Therefore, we have employed an emul-
sion based phase transfer method to not only produce cGUVs but
also to encapsulate specific substrates. Our preliminary results have
shown promise with reproducibility of stable GUVs encapsulating var-
ious compounds and enzyme from Moco biosynthesis.

DS 17.44 Tue 18:15 Poster B
Antiferromagnetic interfaces in ferromagnetic perovskite
heterostructures — eViTaLy BRUCHMANN-BAMBERG and VAsIiLy
MosuNyaca — I. Physik. Institut, Universitdt Gottingen, Friedrich-
Hund-Platz 1, 37077 Gottingen

The magnetism in strongly correlated oxide perovskites, e.g. mangan-
ites Lag.7Srg.3MnO3z (LSMO), is well-known to be governed by indirect
super- or double-exchange mechanism via oxygen p-states. A ferro-
magnetic (FM) or an antiferromagnetic (AFM) ground state evolves,
depending on the configuration and occupancy of d-orbitals. An un-
usual AFM coupling at the interface between two FM perovskites,
i.e. a metallic LSMO (T¢,spmo=350 K) and an insulating double
perovskite LazCoMnOg (LMCO) (T, amco=230 K), was observed.
The LSMO/LMCO heterostructures were grown on (100)- and (111)-
oriented SrTiO3 substrates by metalorganic aerosol deposition tech-
nique. The interfacial AFM coupling appears for T<T¢, v co=230
K and is maximal in (001)-oriented heterostructures. The role of termi-
nation layers at LSMO/LMCO interfaces on the exchange mechanisms
is discussed within Goodenough-Kanamori-Anderson rules of magnetic
couplings.

DS 17.45 Tue 18:15 Poster B
Ni;O thin films - impact of composition x on optical parame-
ters — eMARTIN BECKER, FABIAN MICHEL, ANGELIKA PoLITYy, and
PeTER J. KLAR — Institute for Exp. Physics I and Center for Mate-
rials Research (LaMa), Justus Liebig University Giessen, Germany

NizO thin films were grown on single crystal sapphire substrates of
various orientation by ion beam sputtering of a Ni metal target in a
mixed argon and oxygen atmosphere. Epitaxial growth was verified
by X-ray diffraction measurements on all substrates. Surface morphol-
ogy and surface roughness were explored via atomic force microscopy.
Consequential, Ni, O films on c-plane and a-plane sapphire were found
to be best suited to serve as antiferromagnetic pinning layers.

For thin films grown on c-plane sapphire the composition of the film
was varied systematically by changing the ratio of inert gas (Ar) and
reactive gas (O2). The information of chemical bonding was investi-
gated via X-ray photoelectron spectroscopy. Optical characterization
yielded a strong dependence of the refractive index and the optical
band gap of NizO on composition x, although the samples were very
similar relating to their structure. The dependence of the refractive
index of Ni; O on composition x contributes substantially to the broad
span of values reported for NizO in literature.

DS 17.46 Tue 18:15 Poster B
Electrical conductivity measurements of ultrathin ferrite
films on MgO(001) — eToBiAs POLLENSKE, JARI RODEWALD,
ToBias PoHLMANN, and JoacHIM WOLLSCHLAGER — Fachbereich
Physik, Universitat Osnabriick, Barbarastr. 7, 49076 Osnabriick, Ger-
many

The semiconducting and ferrimagnetic behavior make ultrathin epi-
taxial ferrite films like NiFeaO4 or CoFe2O4 promising candidates in
the field of spintronics. Due to their spin dependent tunneling barrier
they are well-suited to be used as spin filters. Here, the resistance of
the films is a crucial property for the formation of suitable tunneling
barriers and thus for the performance as a spin filter.

Hence, in this work a measurement setup is taken into operation to
investigate the temperature dependent conductivity of ultrathin ferrite
films. First, different types of contacts in van-der-Pauw geometry are
tested in order to optimize the performance of the measurement setup.
Furthermore, ultrathin NizFes_ ;04 films on MgO(001) with different
stoichiometries (0 < x < 2) are prepared via reactive molecular beam
epitaxy (RMBE) and their conductivity is analyzed with respect to
the different cation ratios.

DS 17.47 Tue 18:15 Poster B

Electrical Permittivity Determination of ScAIN Thin
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Films — eNicLas FEeiL!, Nicoras Kurz2, MoHAMMAD FazeL
PARSAPOURKOLOUR®, and OLIVER AMBACHER! — lLaboratory for

Power Electronics, INATECH-Department of Sustainable Systems
Engineering, University of Freiburg, Emmy-Noetherstr. 2, 79110
Freiburg, Germany — Z2Laboratory for Compound Semiconduc-
tor Microsystems, IMTEK-Department of Microsystems Engineer-
ing, University of Freiburg, Georges-Koehler-Allee 103, Germany —
3Electroceramic Thin Films Group, EPFL, Laussane, Switzerland

Wurtzite scandium-aluminiumnitride (SczAli—;N) is a material with
outstanding properties. For instance, 400 % increase of the piezo-
electric strain constant dss for Scg.43Alp.57N compared to AIN was
reported. This results in a substantially enhanced electromechanical
coupling, which is needed for future high frequency piezoacoustic fil-
ter devices for the upcoming 5G mobile radio standard. All tensor
components are needed for the design of these devices. However, di-
electric tensor components are still missing. In this work, the missing
€11 component of the dielectric tensor for SczAl;_;N is determined
experimentally for the first time. We developed a method for the de-
termination of the basal permittivity component €;1;. It is based on
the electrical capacitance measurement of interdigital test structures
and finite element model optimization. The developed approach was
validated with c-axis oriented sapphire substrates and AIN thin films.
‘We observe that the zﬁ ratio of Scg.15Alp.05N and AIN are different
which highlights the change in anisotropic properties.

DS 17.48 Tue 18:15 Poster B
Quantitative disentanglement of fully controllable coher-
ent and incoherent laser-induced surface deformations by
time-resolved x-ray reflectivity — eMarc HEerzoc!, MATHIAS
SANDER!, JAN-ETiENNE PUDELL!, MaTias BarcHEER!D'2, RomAN
BAUER?®, VALENTIN Besse?, Vasiy Temnov®®, and PETER GaaL3
— Unstitut fiir Physik und Astronomie, Universitit Potsdam, Ger-
many — 2Helmholtz-Zentrum Berlin fiir Materialien und Energie,
Germany — 3Institut fiir Festkorper- und Nanostrukturphysik, Uni-
versitit Hamburg, Germany — *IMMM CNRS 6283, Université du
Maine, 72085 Le Mans cedex, France — °CNRS UMR 8635, Univer-

sité Paris-Sacley, 78035 Versailles cedex, France

High-frequency surface acoustic waves (SAWs) are not only present
in any mobile phone, they are a powerful tool for fundamental re-
search, e.g., to investigate the coupling of the lattice to other degrees
of freedom in solids. SAWs with specific wavevectors can be generated
by transient grating (T'G) excitation using ultrashort laser pulses. In
absorbing media, however, most of the optical excitation energy is de-
posited as incoherent, thermal strain. By using time-resolved x-ray re-
flectivity, we measure and decompose the absolute amplitudes of these
transient coherent and incoherent periodic surface distortions which
is very challenging using all-optical experiments. Moreover, we refine
the TG technique to get full spatiotemporal coherent control of both
coherent and incoherent excitations individually in order to suppress
or enhance whatever is of primary interest.

DS 17.49 Tue 18:15 Poster B
Partial Least Square Regression of AES depth profiles and
UV-visible spectroscopy for determining oxide layer thick-
nesses on technical copper — eJaN STiepL!?:3, SIMON GREEN3,
Traomas CuassE?, and KAarRsTEN REBNER! — lReutlingen Univer-
sity, Alteburgstrasse 150, 72762 Reutlingen, Germany — 2University
of Tuebingen, Auf der Morgenstelle 18, 72076 Tuebingen, Germany —
3Robert Bosch GmbH, Postfach 1342, 72703 Reutlingen, Germany

In research as in industry, copper is a very commonly used raw ma-
terial. Due to its electrical properties, copper is used both in battery
development and in the development of control units for automotive
and non-automotive applications. To ensure the electrical properties
and the adhesion of material used in the contacting and packaging
technology, the surface of the copper must not be covered by uncon-
trolled growth of oxide layers. In order to assess this, photoelectron
spectroscopy, such as XPS or AES is used. However, these methods
are not sufficient for satisfactory statistics and cover-age of production
batches. For this purpose, an UV-visible spectroscopy measurement
system was developed, which can qualitatively and quantitatively char-
acterize the surface with a Partial Least Square regression (PLS) model
in the range of 0 - 50 nm. Superimposed absorption and interference
spectra are used to determine oxide layers. PLS is used as a data eval-
uation tool to establish a regression between the UV-Visible spectra
and AES depth profiles. The accuracy of the regression is about 5 %.
Already known methods cannot be used in these cases, mostly due to
the high roughness of the technical copper surfaces.
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DS 17.50 Tue 18:15 Poster B
Infrared Mueller Ellipsometry of Thin Films — eANDREAS
FurcHNER, CorRDULA WALDER, and KARSTEN HiNrRICHS — Leibniz-
Institut fiir Analytische Wissenschaften — ISAS — e.V., Schwarzschild-
strafie 8, 12489 Berlin, Germany

Non-isotropic thin films can be characterized by their Mueller ma-
trix (MM), a 4x4 matrix that describes the sample’s optical properties
upon interaction with polarized light. Besides anisotropy and struc-
ture, Mueller matrices in the infrared region provide information on,
for example, film chemistry, composition, and molecular interactions.
However, laboratory thin-film MM measurements in the infrared are
inherently difficult, in part because of source prepolarization, non-ideal
polarizers, and low optical throughput.

We developed a powerful IR Mueller ellipsometer with high opti-
cal throughput that enables sensitive MM measurements of thin films
below 100 nm. The measurement scheme can be restricted to a sub-
set of defined polarizer settings, allowing one to extract quadruples of
Mueller matrix elements within a few 10 seconds to minutes. Tandem
polarizers gurantee a sufficiently high degree of polarization necessary
to accurately measure block-offdiagonal MM elements, while optional
retarders provide access the fourth row or column of the Mueller ma-
trix. Both normalized and absolute Mueller matrices can be obtained.

We demonstate Mueller matrix measurements of thin polymer films
and, in cooperation with HZB Berlin, of trapezoidal SiO2 gratings,
the offdiagonal MM elements of which are highly sensitive towards
structure and orientation.

DS 17.51 Tue 18:15 Poster B
Molecular Beam Deposition of thin YbzFeSb3 films on (001)
oriented KCl — eFELIX TIMMERMANN — Universitdt Augsburg,
Augsburg, Germany

Increasing interest in the development of alternative energy sources
led to an extended research in the field of thermoelectricity. For a
good efficiency of thermoelectric generators, there is a need of materi-
als with special transport properties. The goal is to find compounds
with a large Seebeck coefficient «, good electrical conductivity o and
low thermal conductivity . Skutterudites, such as FeSb3, are mate-
rials that meet those criteria well. The insertion of filler atoms like
YD increases the thermal stability and has the potential to increase to
improve the thermoelectric properties further.

In this work the materials iron, antimony and ytterbium were
thermally evaporated and deposited on heated (001) oriented KCI-
substrates by molecular beam epitaxy in order to achieve epitaxial
growth of thin YbzFeSb3 films. It could be shown that there is a
strong dependence of the growth rate of antimony to the iron flux
and the substrate temperature. Furthermore a drastic increase of the
growth rates of iron and antimony with increasing ytterbium flux was
observed. Structural characterization was carried out in situ by Reflec-
tion High-Energy Electron Diffraction and ex situ by X-Ray Diffraction
and Transmission Electron Microscopy.

DS 17.52 Tue 18:15 Poster B
Investigation of the Density of States of Phase Change Ma-
terials by Tunneling Spectroscopy — eLisa MEeTzNeErR!, Do-
MINIK GHoLAMI BajesTani!, HENRIK PADBERG!, ToBias SCHAFER!,
and MarTaias Wurtich? — 11. Physikalisches Institut (IA), RWTH
Aachen University, 52056 Aachen, Germany — 2JARA - FIT, RWTH

Aachen University, Germany

Due to their unique physical properties, phase change materials (PCM)
are promising candidates for future data storage applications. By ap-
plying electrical or laser pulses, they can be switched reversibly be-
tween an amorphous and a crystalline state on a nanosecond timescale.
These states are characterized by a large optical and electrical contrast,
which is utilized for rewritable optical data storage and phase change
RAM applications. Furthermore, the resistivity can be tuned over
several orders of magnitude by disorder control, which allows for pos-
sible multilevel memory devices in the future. In order to fully under-
stand the electronic properties of those materials, the density of states
(DOS), especially in the vicinity of the Fermi level, is a crucial quan-
tity. This contribution presents the method of tunneling spectroscopy,
which allows the determination of the DOS around the Fermi energy
with a resolution of up to 0.2meV, complementing to photoelectron
spectroscopy which is typically limited by a resolution of around 0.1 eV.
The measurements were performed using tunnel junctions, produced
by in-situ sputter deposition in order to prevent the PCM from surface
contamination. Besides the introduction of the procedure, tunneling
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spectra of PCMs with a varying degree of disorder are presented.

DS 17.53 Tue 18:15 Poster B
Structural Characterisation of Crystalline Lead-Antimony-
Telluride Alloys — e ALEXANDER RocHoTzkI!, JoHANNES REINDL!,
and Marthias Wurtic!?2 — 1. Institute of Physics (IA), RWTH
Aachen University, 52056 Aachen, Germany — 2JARA - FIT, RWTH

Aachen University, 52056 Aachen, Germany

The material class of chalcogenides has great potential for practical
applications, ranging from optical and electrical data storage to ther-
moelectrics. For the latter, materials on the tie line between PbTe and
SboTes are interesting candidates. In the past, the group of Shelimova
et al. has already investigated such compounds in their thermody-
namic stable hexagonal phase with respect to structure and possible
thermoelectric applications [1].

In the hexagonal phase of (PbTe)(SbaTes)1—z, the intrinsic vacan-
cies form layers, similar to the isoelectronic phase-change materials
on the tie line between GeTe and SbyTes, which additionally exhibit
a metastable cubic phase, not yet seen in (PbTe),(SbaTes)1—g. In
this work we aim to synthesise the metastable cubic phase of PbSbTe
while characterising and optimising the structural properties of the
compounds fabricated.

[1] Shelimova, L.E. et al., Inorganic Materials, Vol. 40, 1440 (2004)

DS 17.54 Tue 18:15 Poster B
Two-dimensional growth of three-dimensionally bonded GeTe
— elsoM HiLmi, ANDRIY LOTNYK, JURGEN GERLACH, PHILIPP SCHU-
MACHER, and BERND RAUSCHENBACH — Leibniz-Institut fiir Ober-
flichenmodifizierung e.V., 04318, Leipzig, Germany

In this work, epitaxial thin films of three-dimensionally (3D)-bonded
GeTe are grown on a two dimensionally (2D)-bonded ultra-thin Sb2Te3
seeding layer on Si(111) by pulsed laser deposition. The GeTe films
are grown in trigonal phase with epitaxial relationships of GeTe(0001)
|| Sb2Te3(0001) || Si(111) and GeTe[11-20] || Sb2Te3[11-20] || Si[-110].
The use of a seeding layer is shown to extend the epitaxial window
towards lower temperature regimes up to 145 °C. Additionally, the
surface quality of the GeTe films is also significantly improved. Local
structure investigation of the epitaxial films reveals the presence of a
superposition of twinned domains, which is assumed to be an intrinsic
feature of these thin films. This work paves a way to improve epitaxial
growth and film quality of 3D-bonded alloys by the use of 2D-bonded
seeding layer.

DS 17.55 Tue 18:15 Poster B
Structural changes in epitaxial Ge2Sb2Te5 thin films with
highly ordered vacancy layers upon ns-laser irradiation —
eMAaRrIO BEHRENS, ANDRIY LOTNYK, JAN GRIEBEL, JURGEN GER-
LACH, and BERND RAUSCHENBACH — Leibniz-Institut fiir Oberflichen-
modifizierung e.V., Permoserstr. 15, 04318, Leipzig, Deutschland

Chalcogenide phase-change materials can be rapidly switched between
their amorphous and crystalline phase by being exposed to electrical or
optical pulses. Since both phases differ greatly in their reflectivity and
conductivity, these materials can be employed for non-volatile optical
and electrical data storage based on the phase-change storage mech-
anism. In this study, ns-laser pulse induced phase transformations of
the most prominent chalcogenide phase-change material Ge2Sb2Teb
(GST225), epitaxially grown on Si(111) substrates by pulsed laser de-
position, are investigated. X-ray diffraction and aberration-corrected
high-resolution scanning transmission electron microscopy of the as-
deposited films revealed the formation of cubic GST225 phase with
ordered vacancy layers. By applying ns UV-laser pulses the GST225
films were reversibly switched between their crystalline and amorphous
state, resulting in a reflectivity contrast of up to 22 %. Within the re-
crystallization process the amorphous thin films were transformed into
a crystalline GST225 phase with disordered vacancies. The influence
of laser parameters on the phase changes is discussed.

DS 17.56 Tue 18:15 Poster B
Thermoelectric performance of multilayers of SbsoTes thin
films and Pt nanoparticles — eDarius Ponr, Heiko REITH,
Frank ScHMIDT, GABI SCHIERNING, KORNELIUS NILESCH, and
BErND RELLINGHAUS — IFW Dresden

Three material properties (Seebeck coefficient, electrical and thermal
conductivity) define the efficiency of a thermoelectric material stated
as figure of merit ZT. Introducing additional interfaces in the mate-
rial is considered as an effective means to further improve the perfor-
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mance of thermoelectric devices. This is generally attributed to either
a change of the local electronic density of states or to a significant
increase of phonon scattering at interfaces and defects. In the present
study, we investigate the thermoelectric properties of discontinuous
thin film multilayers of alternating SbaTes thin films and Pt nanopar-
ticles. Both, the thin films and the Pt nanoparticle are prepared by
RF and DC magnetron sputtering, respectively. The thermoelectric
performance of the likewise prepared [(SbaTes)|Pt — nP’s|y samples is
correlated with the details of the local structure and chemical compo-
sition as provided by (HR)-TEM, EDXS and EELS investigations.

DS 17.57 Tue 18:15 Poster B
Highly conductive thin-films based on solution-processed sil-
ver nanoparticles for spray-on antennas — eMARco BOBINGER!,
MicHAEL HAIDER!, ANDREAS ALBRECHT!, YasH GoLival, JOHANNES
Russer!, MarkUs BECHERER!, and PaoLo LucLi? — Department
of Electrical and Computer Engineering, Technical University of Mu-
nich, Munich, Germany — 2Free University of Bozen-Bolzano, Bozen-
Bolzano, Italy

Antennas are commonly deposited to rigid substrates using a physical
vapour deposition process that requires high vacuum and eventually
also high temperatures. Solution-processed inks that are based on e.g.
metal nanowires or -particles have recently attracted a high research
and commercial interest attributed to scalable synthesis protocols and
readily available deposition techniques under ambient conditions.

In this contribution, we report on the fabrication and characteri-
zation of conductive thin-films based on spray-coated silver nanopar-
ticles. In order to enhance the conductivity of the sub 250 nm thick
films, different sintering techniques such as thermal annealing and high
intensity light pulse sintering were investigated under ambient condi-
tions. After sintering, films with a thickness around 130 nm and a
resistivity around 64 nOhm*m, which is only around a factor of 4.8
higher than the value reported for bulk silver, were produced. The
drastic reduction in resistance from almost non-conductive can be as-
cribed to the coalescence of the 50 nm particles to a percolating silver
film. Furthermore, the highly conductive films were tested for spray-
on antennas on rigid and flexible substrate using an original coplanar
design.

DS 17.58 Tue 18:15 Poster B
Memsensors: emerging properties for neuromorphic engi-
neering — 6ALEXANDER VAHL!, JURGEN CARSTENSENZ, SOREN
Kaps?, THoMas STRUNsKUs!', OLEG Lupan?, RAINER ADELUNG?Z,
and Franz FaupeL! — !Christian-Albrechts University at Kiel, In-
stitute for Materials Science, Chair for Multicomponent Materials,
Kaiserstr. 2, 24143, Kiel, Germany — 2Christian-Albrechts Univer-
sity at Kiel, Institute for Materials Science, Chair for Functional Nano
Materials, Kaiserstr. 2, 24143 Kiel, Germany

In biological neuronal systems such as the human brain, adaptation
is very important for efficient use of neuronal capabilities and learn-
ing. In this work we present a concept to translate adaptation into
neuromorphic engineering at the example of memsensors. Memsensors
are a class of two terminal devices that combine the basic features of
memristive devices (pinched hysteresis) and sensors (change in electri-
cal resistivity depending on an external stimulus). Apart from their
inherited properties, memsensors have the capability to adapt to the
external stimulus as well as a strongly stimulus dependent I-V charac-
teristic. The electrical behavior of a general memsensor was modelled
by a three component equivalent circuit, based on two memristive el-
ements in series and in parallel to a sensitive element respectively.

DS 17.59 Tue 18:15 Poster B
Resistive Switching Behavior of Polycrystalline PCMO Thin
Films with AlOx Tunnel Oxide — ®ALEXANDER GUTSCHE!,
CurisTorH BAumER!, RAINER WasER!2) and REGiNA DiTTmMann!
— 1Peter Gruenberg Institut, Forschungszentrum Juelich GmbH, Ger-
many — 2Institut fuer Werkstoffe der Elektrotechnik (IWE-2), RWTH

Aachen, Germany

Redox based memory is a promising candidate for nonvolatile mem-
ory to replace flash memory and can be used as basis for novel neu-
romorphic circuits. Most of the employed systems show filamentary
switching, which causes a high variability in resistivity induced by
the stochastic filament formation process. Another type of resistive
switching is interface type switching, which occurs for example in het-
ero structures consisting out of a tunnel barrier (AlOx) and a mixed-
valence manganite (PCMO). Interface type switching suffers less from
resistivity variability, because of the area scaling, i.e., the resistance
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value is inversely proportional to the surface area. In addition it is
possible to adapt the memory device current to a given circuit require-
ment. Here we will present the switching characteristics of polycrys-
talline PCMO thin films grown on Pt substrates with an Al tunnel
barrier, taking into account the influence of the growth temperature
on the pulsed laser deposited PCMO film. The investigation of the
formation step of the AlIOx tunnel barrier shows a strong dependence
of the initial state of the memory device, what can also be seen in the
formation voltage, which is influenced by the initial state. Also we will
present measurements of the area scalability of the memory cell.

DS 17.60 Tue 18:15 Poster B
Flexible Co-based Heusler alloy/muscovite heteroepitaxy —
oY 1-CHENG CHEND'2, MIN YENZ, ANASTASIOS MARKOU!, BENEDIKT
Ernst!, CLAUDIA FELSER!, and YiNa-Hao Cuu? — Max Planck In-
stitute CPfS, Dresden, Germany — 2National Chiao Tung University,
Taiwan

Co-based ferromagnetic Heusler compounds show high spin polariza-
tion combined with high Curie temperature of &~ 700 K. In this study,
we demonstrate the epitaxy of CooMnGa Heusler alloy on flexible mus-
covite substrate, which paves a way toward flexible spintronic devices.
The epitaxial CooMnGa Heusler film on muscovite substrate was pre-
pared by magnetron sputtering. Muscovite is chosen as a flexible sub-
strate for Heusler alloy since its melting point meets growth condition
for epitaxy. The epitaxy was characterized by X-ray diffraction and
the epitaxial relationship between the substrate and the film was found
to be [110] Mical|[1 -1 0]Co2MnGa. The bending affects the magneti-
zation and the transport properties of the thin films. The saturation
magnetization is increased by 7.6 percent under bending condition.
The demonstration of CoaMnGa/muscovite heteroepitaxy provides a
new perspective on developing devices with a huge potential for flexible
spintronic.

DS 17.61 Tue 18:15 Poster B
Large-scale spray deposition of carbon nanotube-based thin-
film devices — oFLORIN-CRISTIAN LoGHIN!, ANIELLO FaLco?,
Marco BoBINGER!, Araa ABDELLAH!, MARKUs BECHERER!,
PaoLo Lucri?, and ALMUDENA RIVADENEYRA! — lInstitute for
Nanoelectronics-Technische Universitdt Miinchen, Munich, Germany

— 2Free University of Bozen-Bolzano, Bozen-Bolzano, Italy

Due to their remarkable electrical and mechanical characteristics, Car-
bon nanotubes (CNTs) are ideal candidates for a wide range of ap-
plications. The possibility to fabricate CNT thin-films via solution
processing techniques has enabled the way to low-cost CNT thin-film
devices including thin-film transistors (TFTs) and circuits, thermal
and chemical sensors as well as transparent conductive films (TCFs).
In this contribution, we report on a spray deposition technique, which
can produce uniform, reproducible thin-films suitable for a wide range
of applications. The use of non-invasive solvents (DI-H20) as well as
low processing temperatures (<65°C) permits for the process to be
easily integrated into existing technology platforms. Furthermore, the
resolution down to 10 CNTs/um?2 per deposited layer allows for precise
device engineering. In order to better display this technology, proof
of concept devices were fabricated and characterized, including TFTs,
chemical sensors and TCFs.

DS 17.62 Tue 18:15 Poster B
Pulsed Laser Deposition of PbZrgs27%0.4803 thin films on
stainless steel — eJULIETTE CARDOLETTI, ALDIN RADETINAC,
PuiLipp Kowmissinskiy, and LAMBERT ALFF — Technische Univer-
sitdt Darmstadt, Institute of Materials Science, Alarich-Weiss-Strafe
2, 64287 Darmstadt, Germany

With the acute need for miniaturisation of devices and components,
the use of bending tongues (cantilevers or wider beams) based on piezo-
electric ceramics is increasing. Up to date most devices are created by
gluing piezoelectric elements onto metallic structures with epoxy.

Some papers present a new solution by depositing a
PbZrg 52T10.4803 (PZT) thin film by sol-gel on nickel foils using
HfO2 and LaNiO3 (LNO) as buffer layers [1].

This work aims to deposit PZT and LNO thin films on stainless
steel by Pulsed Laser Deposition (PLD). Using a physical vapour de-
position method potentially allows for a better process control and is
better applicable to microelectromechanical systems (MEMS).

[1] H.G. Yeo and S. Trolier-McKinstry, J. Appl. Phys. 116, 014105
(2014).
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Distinct Emission Characteristics of Nano-Sized Metal-
Organic Hybrid Structures — eMAaXIMILIAN RODEL!, VERENA
KoLs!, and JEns Prraum!:2 — lExperimental Physics VI, Julius
Maximilian University of Wiirzburg, 97074 Wiirzburg — 2Bavarian
Center for Applied Energy Research (ZAE Bayern), 97074 Wiirzburg

Nano-sized organic-metal hybrid structures offer unique and attractive
optical properties for example, in lighting applications like organic
LEDs. Moreover, by means of shadow-nanosphere-lithography we
are able to fabricate these structures in hexagonally ordered arrays
[1]. In this contribution, we report on laterally structured zinc-
phthalocyanine (ZnPc) films in close proximity to nanostrucured gold
or silver facettes and their resulting optical excitations posessing a
coupled exciton plasmon character. Besides demonstrating a remark-
able increase in light-outcoupling and quantifying the geometrical and
plasmonic contributions, we investigate the occurrence and spectral
signature of collective modes generated via plasmon-mediated interac-
tion between the neighbouring discrete ZnPc nanovolumes.

[1] V. Kolb, J. Pflaum, Opt. Express 25 (2017) 6678

DS 17.64 Tue 18:15 Poster B
Interactions at the interface of TMPcs and graphene cov-
ered metal surfaces: Influence of fluorination and interca-
lation — eDavip BALLE, PETER GRUNINGER, REIMER KARSTENS,
HiLmMaArR ADLER, THOMAS CHAsSE, and HEiko PEISERT — Institute
of Physical and Theoretical Chemistry, Auf der Morgenstelle 18, 72076
Tuebingen, University of Tuebingen, Germany

Recent years have seen increasing research efforts in the field of tran-
sition metal phthalocyanines (TMPc) due to their special electronic,
optical and magnetic properties making them potential suitable can-
didates for organo-electronic applications.

To manipulate interface interactions, which can drastically alter said
properties, Graphene buffer layers offer a valuable tool. On Ni(111),
a strongly bound and coupled Graphene layer behaves vastly differ-
ent in regards to its buffer properties than an uncoupled, intercalated
layer on the same substrate. The degree of coupling and interaction
between the Graphene layer and the substrate is subject to the interca-
lating element, though, providing a method to finely tune the coupling
by carefully choosing the intercalant, like Fe, Cu or Ge. Other elec-
tronic parameters of the TMPc, such as substitution of the terminal
hydrogen atoms with fluorine, also play a crucial role if an interface
interaction persists through the buffer layer like in the case of CoPcF1¢
while the corresponding interaction is blocked for CoPc on intercalated
Graphene on Ni(111) [1]. Investigations were carried out using mainly
X-ray absorption and photoemission spectroscopies (XAS, PES).

[1] Balle et al., J. Phys. Chem. C 2017, 121, 18564-18574

DS 17.65 Tue 18:15 Poster B
Kelvin-Probe Force Microscopy and Conductive-AFM Stud-
ies of the Contact Formation with 1-(Pyridin-2-yl)-3-
(quinolin-2-yl)imidazo|1,5-a]quinoline in Layered Structures
— oCLEMENS GEis!, ErRic YANCHENKO!, GEORG ALBRECHT!, JASMIN
MarTHA HERR?, and DERCK SCHLETTWEIN' — lInstitute of Applied
Physics, JLU Giessen, Germany — 2Institute of Organic Chemistry,
JLU Giessen, Germany
1-(Pyridin-2-y1)-3-(quinolin-2-yl)imidazo[1,5-a]quinoline was investi-
gated as a model compound of a new class of organic semiconductors
which receives increased interest for applications in material science,
mainly regarding blue organic light emitting diodes (OLED). In or-
der to construct electronic devices, a proper alignment of the energy
levels of contact materials and emitters is mandatory for an efficient
charge carrier injection. In this work the contact potential differences
of emitters, anode and cathode materials are investigated by Kelvin-
probe force microscopy (KPFM). A layered sample design allowed to
measure all potential differences in a single device. A Fermi level close
to the occupied orbitals of the organic layer was determined showing
the dominance of hole conduction. Current-voltage characteristics of
test devices confirmed appropriate contact formation by current onsets
at low voltages. These results are compared to first measurements at
1,3-disubstituted imidazo|1,5-a|pyridines and -quinolines to establish a
systematic optimization.

DS 17.66 Tue 18:15 Poster B
Initial Growth of DNTT Thin Films on Ag(111) — eDANIEL
BiscHor, MAXIMILIAN DREHER, ANDREA HUTTNER, FELIX WID-
DASCHECK, ToBiAs BREUER, and GREGOrR WitTE — FB Physik
Phillips-Universitat Marburg 35032 Marburg, Germany
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The high charge carrier mobility of the novel organic semiconductor
(OSC) dinaphthothienothiophene (DNTT) has created large interest
in this compound in view of potential efficient devices. Since device
characteristics are largely governed by interfaces to metallic electrodes,
the structure and coupling at metal surfaces is of fundamental inter-
est. Here, we combined STM and NEXAFS to investigate the initial
stage of DNTT film growth on Ag(111) substrates. While initially a
relaxed monolayer of flat-lying molecules is formed, at large coverage
a compressed monolayer forms, where molecules exhibit a herringbone
arrangement. Interestingly, multilayer films reveal a temporal dewet-
ting, yielding the formation of discrete islands surrounded by regions
with the relaxed monolayer.

DS 17.67 Tue 18:15 Poster B
Gas adsorption on self-assembled monolayers — eCHRISTIAN
ALBERS, SUSANNE DocaNn, MicHAEL Paurus, and METIN TOLAN —
Fakultdt Physik/DELTA, TU Dortmund

The influence of gases on hydrophobic surfaces especially on self-
assembled monolayers (SAM) is in focus of the recent research [1, 2.
An X-ray reflectivity study on the adsorption behaviour of different
organic gases on long alkyl chains (Octadecyltrichlorosilane (OTS)
SiCl3C1gHs7) is presented. Silicon wafers were exposed to piranhia
solution to get a hydrophilic interface and then treated with OTS-
solution in order to induce SAM formation on the surface [3]. Subse-
quently, they were exposed to dense gas phases near the condensation
pressure of isobutane, perfluorobutane and octafluoropropane. The
results show, that the SAM are not penetrated by the gas molecules.
Even at pressures close to the condensation pressures of the used gases
there is no change in the SAM structures.

[1] L. Bower et al. J. Phys. Chem. 15 (2011), S. 8235-18238.

[2] F. Giebel et al. Coll. Surf. A 504 (2016), S 126-130.

[3] M. Mezger et al. Proc. Natl. Acad. Sci. U.S.A. 103 (2006), S.
18401.

DS 17.68 Tue 18:15 Poster B
Infrared Spectroscopic Study on Phosphonic Acid Modifi-
cation of Nickel Oxide — eVALENTINA RoHNACHER2, SABINA
HiLLEBRANDT!2, FLORIAN ULLRICH?3, SEBASTIAN HIETZSCHOLD?%,
SeBAsTIAN BEck!2, and ANNEMARIE Pucci?2 — 1Kirchhoff Institut
fiir Physik, Uni Heidelberg — 2Innovationlab GmbH, Heidelberg —
3TU Darmstadt — 4TU Braunschweig

Solution-processed nickel oxide (sNiO) thin films have shown promis-
ing characteristics as hole transport material in organic photovoltaic
cells (OPVs) leading to a better interfacial compatibility between the
transparent conductive oxide electrode and the organic semiconduc-
tor layer. In this study, sNiO thin films have been modified by a
dipolar self-assembled monolayer (SAM) of 4-cyanophenylphosphonic
acid (CYNOPPA) to gain full control of the surface properties. In-
frared vibrational spectroscopy gives insight into the composition of
the investigated material and can be used for monitoring orientation
of characteristic vibrations or functional groups. Together with pho-
toelectron spectroscopy, contact angle measurements and OPV device
characteristics, a deeper understanding of the structure-function rela-
tionship of the modified sNiO have been achieved. The results reveal
that hydroxide species of the sNiO films play a crucial role for the
chemisorption of SAMs on sNiO. Besides the increased work function
and improved wettability, the sNiO surface has been successfully pas-
sivated by chemisorption of CYNOPPA.

DS 17.69 Tue 18:15 Poster B
Growth Kinetics-Controlled Morphology of DNTT Thin
Films on KCI1 (001) — eDarius GUNDER, ANDREA HUTTNER,
ToBias BREUER, and GREGOrR WITTE — FB Physik, Philipps-
Universitit Marburg

The novel organic semiconductor dinaphthothienothiophene (DNTT)
has recently gained interest for molecular electronic devices due to its
high charge carrier mobility [1]. While the main focus here is typically
on transistor characteristics, the microstructure and morphology of the
organic semiconductor films are usually less well known. In previous
work, a substrate mediated control of the molecular orientation as well
as notable dewetting was observed for DNTT [2]. In the present study,
we report on the coexistence of two different film morphologies on KCI
(001) substrates. Using atomic force microscopy (AFM) we show that
by variation of the kinetic growth parameters such as substrate tem-
perature and evaporation rate the amount of both structures can be
precisely tuned. Complementary X-Ray diffraction (XRD) measure-
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ments reveal different molecular orientations in these two morpholo-
gies. Interestingly, both structures grow epitaxially on the KCI1 (001)
surfaces in different discrete azimuthal orientations as observed from
statistical analysis of AFM data and inplane XRD scans.

[1] Xie et al., Advanced Materials 25, 3478 (2013)

[2] Breuer et al., ACS Applied Materials & Interfaces 9, 8384 (2017)

DS 17.70 Tue 18:15 Poster B
FePc and FePcFis on Rutile: Influence of the defects and the
crystal orientation on the interaction — eREIMER KARSTENS,
Davip BALLE, AXEL BELSER, THOoMAS CHASSE, and HEIKO PEISERT
— Institute of Physical and Theoretical Chemistry, Auf der Morgen-
stelle 18, 72076 Tuebingen, University of Tuebingen, Germany

Nowadays, organic semiconductor electronics are extensively investi-
gated due to their electronic, magnetic, optical properties and their
possible applications. Transition metal phthalocyanines (e.g. FePc)
on rutile surfaces represent an important model system for organic
semiconductor-oxide interfaces. Moreover, such interfaces are of high
interest for applications, like dye-sensitized solar-cells. Our research
focus lies on the influence of three parameters on the interface interac-
tion: vacancies, crystal orientation and changed electronic properties
by fluorination of the phthalocyanine molecule. Reconstructed rutile
single crystal surfaces (TiO2 (100)-(1 x 3) and TiOg (110)-(1 x 1))
are used, where the defect concentration is controlled by the oxygen
amount during the annealing. The orientation of the phthalocyanine
molecules and the interface interaction were investigated by photoe-
mission and x-ray absorption spectroscopy. The interaction involves
in particular the nitrogen atoms of the phthalocyanine. Clear differ-
ences are observed in the interaction for different TMPc molecules and
defect concentrations.

DS 17.71 Tue 18:15 Poster B
Hexacene - Thin film studies on Au(110) with x-ray spec-
troscopies — ePrTER GRUNINGERD'Z, Davip BaLLE!, REIMER
KarsTens!, Hriko Prisert! und Horcer F. BETTINGER?
Hnstitute of Physical and Theoretical Chemistry, University of Tii-
bingen, Germany — Z2Institute of Organic Chemistry, University of

Tibingen, Germany

Acenes are an important class of polycyclic aromatic hydrocarbons.
However molecules larger than pentacene, a well-known material for
organic electronics, are difficult to handle due to their low solubili-
ty and high reactivity. Here, we focus on the synthesis and thin film
properties of the six-ringed hexacene. Although hexacene could be
isolated in the bulk many years ago, the preparation of well-defined
thin films remains a challenge. After synthesis of hexacene via mo-
dified Meerwein-Ponndorf-Verley reduction of hexacene-6,15-quinone,
we successfully evaporated hexacene on Au(110) for the first time. We
studied the electronic properties and the molecular orientation using
x-ray absorption and photoemission spectroscopy (XAS, PES). The
occupied and unoccupied structure is compared to pentacene. The ori-
entation of hexacene in the monolayer range was almost flat lying,
whereas larger tilt angles to the surface were found in thin films.

DS 17.72 Tue 18:15 Poster B
Controlling the work function of metals by means of phthalo-
cyanine thin films — eFELIXx WiDDASCHECK, ALRUN HAUKE, and
GREGOR WITTE — Molekulare Festkorperphysik, Philipps-Universitéat
Marburg, Renthof 7, D-35032 Marburg, Germany

Efficient charge transfer at the interface between organic semiconduc-
tors and the respective device electrodes is of key importance for the
advancement of organic electronics. It depends crucially on the en-
ergy level alignment and the reduction of potential injection barriers
at such interfaces. A promising approach to effectively tune work func-
tions and therefore optimize interface energetics are monolayers of flat
lying molecules as contact primers. Compared to self-assembled mono-
layers they promise lower contact resistance due to shorter tunneling
distances. Due to their high flexibility and flat absorption geometry
phthalocyanines are an ideal model system to identify important pa-
rameters for this process. The presented study combines STM and
Kelvin Probe measurements to compare the effect of highly ordered
thin films of different phthalocyanines on the work function of met-
als and their possible use as contact primers. An additional focus is
the importance of structural order and the influence of adsorbed film
thickness.

DS 17.73 Tue 18:15 Poster B

Planar and porous polypyrrole/silicon hybrid material sys-
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tems — oPIRMIN LAKNER!, MANUEL BRINKER2, ANDREAS STIERLE?,

Patrick Huser?, and THomas KerLLer! — !DESY Deutsches
Elektronen-Synchrotron Hamburg, Nanolab — 2TU Hamburg-
Harburg, Institut fiir Werkstoffphysik und Werkstofftechnologie

The investigation of interfaces in two-dimensional planar systems plays
an elementary role in the investigation of porous hybrid materials, since
it allows effects in more complex geometries to be attributed to their
underlying causes. For the analysis of polypyrrole/silicon hybrid ma-
terial systems, an electrochemical cell has been developed that enables
the in-situ and nanometer-accurate investigation of the electropoly-
merization of pyrrole on planar silicon crystals using X-ray reflectom-
etry. At the same time, electron density profiles and characteristic
potential curves are recorded and layer heterogeneity is measured us-
ing SEM and AFM. The electrochemical cell enables the investigation
of the voltage-induced swelling behaviour of polypyrrole, which opens
up possible applications of porous polypyrrole/silicon hybrid material
systems as actuators or sensors and optimizes them with regard to
mechanical and electrical properties.

DS 17.74 Tue 18:15 Poster B
Materials Science of ALD Fresnel Zone Plates — eUmMuT
T. SanLi', CHENGGE J1a02, MARGARITA BALUKTSIAN', KERSTEN
Haun3, Y1 Wane3, Vesna Sror3, GUNTHER RicHTER!, IuLiA
Bykoval, Markus WEeicanDp!, GiseLa ScutTz!, and KAHRAMAN
KeskinBora! — IMPI for Intelligent Systems, Stuttgart — 2FEI,
Eindhoven — 3MPI for Solid State Research, Stuttgart

X-ray microscopy is a very strong tool to investigate matter provid-
ing high penetration depths combined with structural, chemical and
magnetic contrast. One of the most widely used X-ray optics is the
Fresnel zone plate (FZP), particularly for ultrahigh resolution X-ray
microscopy. A FZP is an alternating set of transparent and opaque
concentric rings and its resolution is given by the width of its out-
ermost zone. Currently, the direct imaging resolutions using FZPs
have saturated to about 10 nm (in half-pitch). For lower values, wave-
coupling effects dominate with a significant penalty to the diffraction
efficiencies. One promising solution is to tilt the zones to the Bragg
angle, which is a significant fabrication challenge. Hereby the material
properties, which require a more stringent quality, are of critical im-
portance since the zones must have a low roughness both radially and
longitudinally and the interfaces must be chemically extremely smooth.
Furthermore, the microstructure and morphology must be controlled
to avoid diffuse scattering. Here we present a new fabrication route for
FZP arrays with zones tilted to the Bragg angle by a combination of
FIB pre-structuring and subsequent ALD. We demonstrate the quality
of these optics and discuss their potential for sub-10 nm resolutions.

DS 17.75 Tue 18:15 Poster B
Investigation of the influence of molecular and atomic ni-
trogen ion species during thin film growth — eMicHAEL
MENSING, PHILIPP SCHUMACHER, JURGEN W. GERLACH, and BERND
RAUSCHENBACH — Leibniz Institute of Surface Engineering (IOM),
Leipzig, Germany

Ton beam assisted deposition enables the control of thin film properties
by changing the ion beam parameters such as the ion kinetic energy
or the ion flux. However, as a consequence of the utilization of typical
ion sources, the ion beam consists of a blend of multiple ion species
at distinct ion kinetic energy distributions. In this work, an energy
and mass selected ion beam is created and utilized to deposit epitax-
ial GaN nanofilms on AloO3(1102) at elevated temperatures of up to
700°C. This well established material system is used to independently
investigate the influence of hyperthermal molecular and atomic nitro-
gen ions on the resulting film properties during the initial stages of the
film growth. In addition, ion energies and material fluxes are varied.
The resulting films are characterized by in situ RHEED, in vacuo AES
and AFM, XRD as well as XRR.

DS 17.76 Tue 18:15 Poster B
Deposit Transition Metal or Metal Oxides Thin film on
Silicon Wafer by Atomic Layer Deposition (ALD) for
High Efficient Photoelectrochemical Water Splitting —
eHaoJiE ZHANG!, ALEXANDER SPRAFKE!, STEFAN L. ScHWEIZER!,
WouUTERG A. MAUJENBURGZ, and RALF WEHRsPOHN3 — lInstitute
of Physic, Martin-Luther-University Halle-Wittenberg, Heinrich-
Damerow-Strasse 4, 06120 Halle, Germany. — 2Center for Innova-
tion Competence (ZIK) "SiLi-nano", Martin Luther University Halle-
Wittenberg, Karl-Freiherr-von-Fritsch-Strafe 3, 06120 Halle, Ger-
many. — SFraunhofer Institute for Microstructure of Materials and
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Systems, IMWS, Walter-Hiilse-Strafte 1, 06120 Halle, Germany.

Photoelectrochemical water splitting is advanced by the development
of the highly efficient catalysts that promote the performance of the
water splitting, while also maintaining the excellent stability for in-
tegration with the photoactive semiconductor as the light absorber.
Here, we demonstrate the deposition of Ni, Co and/or their oxides
thin films on the silicon wafer by the plasma enhanced atomic layer
deposition (ALD). The deposited thin film with the uniform properties
and simultaneously provide excellent water splitting performance. Fur-
thermore, the combined silicon, as a light absorber also been protected
effectively by the deposited thin film to perform a highly efficient light
absorb. The combined device provides an excellent performance for
the photoelectrochemical water splitting contributed by the synergy
effect of high activity deposited thin film and semiconductor.

DS 17.77 Tue 18:15 Poster B
Electrochemical Deposition of Compact or Porous ZnO Thin
Films on Metallic or Non-Metallic 3D-Microstructures —
eDomINIK DAMTEW, MARTINA STUMPP, and DERCK SCHLETTWEIN
— TAP, JLU Giessen, Germany

Semiconducting thin films of ZnO are of interest as electrode materials,
e.g. in dye-sensitized solar cells, chemical sensors. Compared to phys-
ical gas-phase methods like thermal evaporation or sputtering, elec-
trochemical deposition of thin films is more cost effective, less harmful
to the environment and allows deposition onto complex-shaped objects
and into blind holes. Our study is focused on the electrochemical depo-
sition of ZnO out of aqueous zinc nitrate or zinc chloride baths at 70 °C
onto metallic and non-metallic wires, nets and 3D foams. Aside from
the deposition of thin compact ZnO films, hybrid ZnO/dye (EosinY)
films were deposited to produce porous films following dissolution of
EosinY. Depositions were carried out both by galvanodynamic and
by potentiostatic methods. The films were characterized by laser and
scanning electron microscopy. Applying short (galvanodynamic) pulses
of 10 ms of a constant current density of around 7.5 - 35 mA/cm? al-
lowed deposition of very homogenous compact ZnO films on different
materials and structures. Porous films could be deposited with pore
sizes of 1 - 20 nm. The galvanodynamic method proved as perfectly
suited to deposit in deeper regions of the 3D structures, while poten-
tiostatic deposition led to film growth preferably on outer regions and
to less homogenous films.

DS 17.78 Tue 18:15 Poster B
Chemical Solution Deposition of Poly(methyl methacrylate)
thin films via dielectric barrier discharge — eFan Guol-2,
Lisa WurLITzER!2, WoLFeaNG Maus-FRriepricus' 2, and SEBAs-
TIAN DAHLED)'2 — 1Clausthal Centre of Material Technology, 38678
Clausthal-Zellerfeld, Germany — 2Institute of Energy Research and
Physical Technologies, 38678 Clausthal-Zellerfeld, Germany

Plasma-enhanced chemical vapour deposition (PECVD) is an effective
method to synthesise Poly(methyl methacrylate)(PMMA) thin films.
Normally, the monomer methyl methacrylate (MMA), used as a pre-
cursor, is plasma polymerized in the gas phase. In this work, a new
way to synthesize PMMA thin films from the liquid phase of MMA
via a dielectric barrier discharge (DBD) is presented. The idea of this
plasma-enhanced chemical solution deposition (PECSD) is based on
radical initiation at the interface with a liquid phase of MMA by a
non-thermal plasma. With this method, no vacuum condition or car-
rier gas streams are needed as opposed to the common PECVD tech-
nique. The deposited films were characterized with attenuated total
reflection (ATR) infrared spectroscopy, differential scanning calorime-
try (DSC) and gel permeation chromatography (GPC).

DS 17.79 Tue 18:15 Poster B
Plasma-assisted atomic layer deposition of Cobalt — eMiHIrR
Dass?, Sara Azmvi!, HaoJie ZuaNG2, Bopo FuarMANNS, and STu-
ART PArRkIN! — 1Max Planck Institute of Microstructure Physics —
2Fraunhofer Institute for Microstructure of Materials and Systems —
3Martin Luther University Halle-Wittenberg
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Atomic layer deposition (ALD) is a vapor phase technique capable
of producing thin films of a variety of materials. Based on sequen-
tial, self-limiting reactions, ALD offers exceptional conformality on
three-dimensional and patterned structures, thickness control at nearly
monolayer level, and tunable film composition. With these advantages,
ALD has emerged as a powerful tool for many industrial and research
applications. Although some materials like certain metal oxides (Alu-
minium Oxide and Zinc Oxide) have received tremendous attention,
deposition of pure metals is still in its infancy. We have shown plasma-
assisted ALD deposition of Cobalt and are developing new processes
for deposition on various substrates (unpublished data). We assess
the deposition quality through XPS, AFM, XRD and TEM. Success-
ful deposition of such stacks will open up possibilities to include new
materials and develop novel electronic and spintronic devices.

DS 17.80 Tue 18:15 Poster B
Zone-Casting as a fully scalable deposition technique for high
quality perovskite films — eDaNIEL HEIMFARTH, SIMON TERNES,
and YaNAa Vaynzor — Center for Advanced Materials, Heidelberg

With the performance of hybrid organometal-halide perovskite solar
cells improving rapidly over the last several years, the future in-
tegration of this technology into industrial applications becomes a
relevant topic. Specifically, common fabrication processes used in a
laboratory setting, such as spin-coating, need to be replaced by scal-
able techniques, while maintaining excellent photovoltaic performance.

We investigate the suitability of zone-casting(also known as bar-
casting), a meniscus-assisted deposition method for the fabrication
of high quality perovskite films for photovoltaic applications. The
method offers a large parameter space for investigation, including
among others the substrate and solution temperatures as well as the
deposition speed. We demonstrate that by tuning these parameters
we are able to obtain a variety of perovskite films with different mi-
crostructures. A combination of high deposition speed and moderate
substrate temperature results in uniform layers with large crystalline
domains ( 200 pm) advantageous for perovskite photovoltaics. We
demonstrate that the technique can be utilized for the large area fab-
rication of functional photovoltaic devices, with initial studies showing
promising results with regards to the device power conversion efficien-
cies.

DS 17.81 Tue 18:15 Poster B
Optical ellipsometry used for real-time monitoring of
atomic layer epitaxy oFRYDERYK Lyzwal2, PREMYSL
Marsik?, VLADIMIR RoppaTis®, CHRISTIAN BERNHARDZ?, MARKUS
JungBAUER!, and Vasiy Mosunyagal — 1I. Physikalisches In-
stitut, Georg-August-Universitdt Gottingen, Friedrich-Hund-Platz 1,
37077 Géttingen, Germany — 2University of Fribourg, Department
of Physics and Fribourg Center for Nanomaterials, Chemin du Musée
3, 1700 Fribourg, Switzerland — 3Institut fiir Materialphysik, Georg-
August-Universitat Gottingen, Friedrich-Hund-Platz 1, 37077 Gottin-
gen, Germany

Nanoscience and modern material physics are based on the growth
and study of thin films with thicknesses spreading down to one atomic
layer. The monitoring process itself is of great importance in order
to confirm the successful film growth and to gain information on the
electronic properties, defect formation, interfacial reconstructions etc.
already during the growth. In this study, Ruddlesden-Popper thin films
of SrO(SrTiO3)n=4 were grown by means of metalorganic aerosol de-
position in the atomic layer epitaxy mode on SrTiO3(100), LSAT(100)
and DyScO3(110) substrates. An optical ellipsometry setup was used
to monitor the deposition of single atomic layers with subatomic sen-
sitivity. The measured time dependences of ellipsometric angles, A(t)
and ¥(t), were described by using a simple optical model, consider-
ing the sequence of atomic layers SrO and TiO2 with corresponding
bulk refractive indices. As a result, valuable online information on the
growth process, the film structure and defects were obtained.
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Invited Talk DS 18.1 Wed 9:30 H 0111
Infrared nanopolarimetric analysis of structure and
anisotropy of thin films — eKarsTEN HinrIcHs and TIMUR

SHAYKHUTDINOV — Leibniz-Institut fiir Analytische Wissenschaften -
ISAS e.V., Schwarzschildstr. 8, 12489 Berlin, Germany

IR spectroscopic techniques can deliver simultaneously high chemical
and structural contrast, be coupled with optical models and numer-
ical calculations and typically are non-destructive and label-free. In
this contribution recent progress and perspectives in IR spectroscopic
nanopolarimetric analysis (30 nm resolution) using an extended version
of a photothermal IR nanoscopy (AFM-IR) technique are presented.
In particular, several highly sensitive polarization dependent nanoscale
studies of anisotropic thin film materials, as polymer, protein and po-
laritonic films as well as supramolecular aggregates are discussed.[1-4]

[I] T. Shaykhutdinov et al, Supramolecular Orientation in
Anisotropic Assemblies by Infrared Nanopolarimetry, ACS Macro Lett.
2017. 6: 598-602.

[2] K. Hinrichs et al, Electrochemical Modification of Large Area
Graphene and Characterization by Vibrational Spectroscopy, in K.
Wandelt (ed.), Encyclopedia of Interfacial Chemistry, Elsevier (2018).

[3] T. Shaykhutdinov et al, Mid-infrared nanospectroscopy of Berre-
man mode and epsilon-near-zero local field confinement in thin films,
Opt. Mater. Express 2017. 7: 3706-3714.

[4] F. Rosicke et al, Functionalization of any substrate using cova-
lently modified large area CVD graphene, Chem. Comm. 2017. 53:
9308-9311.

15 min. break.

DS 18.2 Wed 10:15 H 0111
Investigation on the electric-field-induced switching effect
of copper-tetrathianoquinodimethane by polarized Raman
spectroscopy — eYanLonGg XiNng!, EucenN Speiser!, PETRA S.
DrrrricH?, and NorBERT Esser! — 1 Leibniz-Institut fiir Analytische
Wissenschaften - ISAS - e. V, 12489 Berlin, Germany — 2Department
of Biosystems Science and Engineering, ETH Zurich, CH-4058, Basel,
Switzerland

Copper-tetrathianoquinodimethane (Cu-TCNQ) is a kind of impor-
tant material due to its electric-field-induced reversible switching char-
acteristics in conductivity. However, there is still inconsistency in re-
ported studies regarding the switching effect: one proposed mechanism
is the phase/composition changes (from phase II to phase I or be-
tween charged and neutral TCNQ molecules); the other mechanism is
the Schottky contact between Al electrodes and Cu-TCNQ. To clarify
this issue, we performed polarized Raman measurement on Cu-TCNQ
crystals upon applying electric field by using a microdevice with Pt
electrodes.

The rotational polarized Raman spectra showed the different crytal
structures of the two phases of Cu-TCNQ (I and II). When applying an
electric field to Cu-TCNQ wire (phase I), only after a threshold volt-
age, electron transfer between TCNQO and TCNQ- could be observed
by the Raman signal of TCNQO. A quantitative study on the Raman
intensity and conductivity of Cu-TCNQ was under investigation, as
well as the crystal structure changes of Cu-TCNQ.

DS 18.3 Wed 10:30 H 0111
Infrared spectroscopic ellipsometry of trapezoidal SiO2
columns and protein coated lamellar gratings — eCorbpULA
WALDER!, ANDREAs FURCHNER!, MATTHIAS ZELLMEIERZ?, JORG
Rappicu?, HELGE KETELSEN®, and KARsTEN Hinricus! — !Leibniz
Institut fiir Analytische Wissenschaften ISAS e.V., Schwarzschild-
strafe 8, 12489 Berlin — 2Helmholtz Zentrum Berlin fiir Materialien
und Energie GmbH, Institut fiir Silizium Photovoltaik, Kekuléstrafe 5,
12489 Berlin — 3SENTECH Instruments GmbH, Schwarzschildstrafe
2, 12489 Berlin

The in-situ ellipsometric characterization of structured surfaces is in-
teresting for applications like light management in solar cells, biotem-
plates and biosensors. In this work we aim to enhance the under-
standing of the results for periodic micrometer-sized structures in the
infrared spectral regime where the vibrational fingerprints of the inves-
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tigated materials become visible. Two-dimensional SiO2 trapezoidal
columns on silicon with periods from 10 to 20 um in both lateral
directions were characterized. The infrared Miillermatrix spectra of
these samples were modelled by RCWA for different azimuth angles of
sample rotation. Simulations show that the off-diagonal Miillermatrix
elements can be particularly sensitive to changes of the lengths of the
trapezoids and the azimuth angle. As an example for a structured
biohybrid interface SiO2 line gratings on silicon wafers were coated
with monolayers of human serum albumin (HSA protein). Analysis of
the ellipsometric spectra delivered structural properties as well as the
vibrational bands of the nanometer-thin protein layer.

DS 18.4 Wed 10:45 H 0111
Raman spectroscopy study of lattice and electron dynamics
in a SrIrO3 film — eKausHik SEN, Kar KLeINDIENST, DIrk FucHs,
KarsTEN Worr, RoLr HEID, and MaTrTHIEU LE TACcON — Institute
for Solid State Physics, Karlsruhe Institute of Technology, Karlsruhe,
Germany

SrIrO3 has been proposed as a candidate to realize the so-called ‘topo-
logical insulator’ phase due to its strong spin-orbit coupling (0.4eV)
and electron-electron correlations (0.5 €V). The narrow bands and their
extreme sensitivity to the rotations of IrOg-octahedra place the com-
pound close to a metal-insulator transition. This has motivated us
to investigate the lattice dynamics of these systems, which potentially
plays an important role in conductivity. We report the lattice and
electron dynamics in a 60nm thick SrIrOs3 film using Raman scat-
tering experiments as a function of temperature and light polariza-
tions. With confocal Raman spectroscopy, we measured the temper-
ature dependence of phonons modes with Ag and Bgg symmetries.
Corresponding atomic displacements are assigned with the help of first-
principle lattice dynamics calculations. Finally, an electronic contin-
uum could directly be evident. We particularly focus our attention on
the anomalous temperature dependence of the frequency of the Bog
phonon around 390 cm ™! (arises from the rotation of IrOg-octahedra,
which is out-of-phase along the direction of c-axis). This indicates an
anomalous phonon hardening below 50 K, which deviates from the ex-
pected anharmonic phonon decay. It further displays a strong Fano
asymmetry attesting the coupling of this mode to the underlying con-
tinuum.

DS 18.5 Wed 11:00 H 0111
Polarization dependent photoluminescence and Raman spec-
troscopy of single ITI-nitride nanowires — eMaxiMILIAN Ries!2,
PascaL HiLLe3, JOrc ScHORMANNS, EUGEN SPEISER?, MAR-
TIN Eicknorr®4, and NorBerT Esser!'2 — 1School of Analyti-
cal Sciences Adlershof (SALSA), Albert-Einstein-Strasse 5-9, 12489
Berlin — 2Leibniz Institut fiir Analytische Wissenschaften - ISAS
e.V., Schwarzschildstrasse 8, 12489 Berlin — 3Physikalisches Insti-
tut, Justus-Liebig-Universitdt Giessen, Heinrich-Buff-Ring 16, 35392
Giessen — “Institute of Solid State Physics, University of Bremen,
Otto-Hahn-Allee NW1, 28359 Bremen

Modern LEDs are frequently made of III-nitride structures, with ap-
plications ranging from lightning, optoelectronics to life sciences and
health care. To allow excellent performance, complex heterostructures
and nanostructures must be fabricated with high precision. Recently,
III-nitride nanowires have been employed in sensor devices due to their
high surface-to-volume ratio, tunable optical properties and the pos-
sibility for surface functionalization. These devices are usually based
on arrays of vertically aligned nanowires grown along the c-axis. To
suppress ensemble effects and understand the impact of parameters
such as alloy composition and morphology on optical properties, we
performed polarization dependent measurements of photoluminescence
and Raman spectroscopy on single III-nitride nanowires. Combined
with transmission and scanning electron microscopy experiments we
investigated the nature of defect luminescence and alloy inhomogene-
ity.

DS 18.6 Wed 11:15 H 0111
In-situ Monitoring of Lateral Hydrogen Diffusion in Amor-

phous and Polycrystalline Tungsten Trioxide Thin Films —
eSiMoN BURKHARDTHZ, MarTHIAS T. ELM!1:2:3, BERNHARD LANI-
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Waypa?, and PeTEr J. Krar'2 — llnstitute of Experimental

Physics I, Heinrich-Buff-Ring 16, 35392 GieRen, Germany — 2Center
for Materials Research (LaMa), Heinrich-Buff-Ring 16, 35392 Giefen,
Germany — 3Institute of Physical Chemistry, Heinrich-Buff-Ring 17,
35392 GieRen, Germany — *Mathematical Institute, Arndtstrasse 2,
35392 Gieften, Germany

Tungsten trioxide (WO3) thin films show remarkable changes of their
optical properties upon reversible ion insertion making them essen-
tial components in electrochromic devices. The development of such
devices demands a fundamental understanding of charge carrier trans-
port in WOj3. In-situ transmission spectroscopy during locally con-
fined electrochemical hydrogen insertion is used to investigate the lat-
eral diffusion of hydrogen inside amorphous and polycrystalline WO3
thin films. The absorbance of WOs3 thin films is resolved spatially
and temporally at a wavelength of (637 & 15) nm. The results reveal
concentration-dependent diffusion processes in both, amorphous and
polycrystalline WO3. By comparing experimental data with numerical
simulations, the dependence of the diffusion coefficient on the hydrogen
concentration is investigated. Although amorphous WOj3 thin films are
known for their faster coloration kinetics, the diffusivity of hydrogen
in polycrystalline WO3 is found to exceed the diffusivity of hydrogen
in amorphous WOs3.

15 min. break.

DS 18.7 Wed 11:45 H 0111
A condensed Krypton conversion electron source with ellip-
sometry monitoring for the KATRIN experiment — eSTEPHAN
DyBa ror THE KATRIN-CoLLABORATION — Institut fiir Kern-
physik, WWU Miinster

The KATRIN (KArlsruhe TRItium Neutrino) experiment will per-
form an ultra-precise measurement of the endpoint region of the energy
spectrum of electrons from tritium S-decay to determine the neutrino
mass with a sensitivity of 0.2 eV (90% C.L.). To achieve the required
accuracy, the kinetic energy of the decay electrons is measured using
a MAC-E filter type spectrometer. To characterize the transmission
properties of the KATRIN main spectrometer a movable calibration
source has been constructed, using mono-energetic conversion elec-
trons from the decay of the 83™Kr isomer as a natural standard. For
this purpose the radioactive krypton atoms from a 83Rb generator are
frozen onto a HOPG substrate at a temperature below 30 K. This
Condensed Krypton Source (CKrS) uses sub-monolayer film thick-
nesses to provide decay electrons with a narrow line width and stable
line position. The substrate is prepared by heating and laser ablation.
The substrate with the sub-monolayer 3™ Kr and condensing residual
gas are monitored using PCSA type ellipsometry, where analyzer and
the light detector are directly mounted near to the substrate under
ultra-high vacuum in the cold environment. The whole system is mov-
able to allow to freely position the source within the magnetic fluxtube
of the experiment.
This project is supported by BMBF, contract number 05A11PM2.

DS 18.8 Wed 12:00 H 0111
Electron capture by Sn polaron in Kesterite solar cells —
eSunGgHYUN Kim!, JI-Sang Park!, and AroNn WaLsu!2 — Thomas
Young Centre and Department of Materials, Imperial College London,
London, United Kingdom — 2Department of Materials Science and
Engineering, Younsei University, Seoul, Republic of Korea

The kesterite mineral, such as Cu2ZnSnS4 (CZTS), has attracted much
attention as a replacement of the commercial Cu(In,Ga)S2 light ab-
sorber, consisting of only earth-abundant elements, and thus has the
potential to support a Terawatt photovoltaic industry. Non-radiative
carrier recombination is the likely origin of large open-circuit voltage
deficit which is the primary bottleneck for achieving efficient kesterite
solar cells. We have performed first-principles calculations within the
framework of density functional theory to search for killer recombina-
tion centers in CZTS. The sulfur vacancy in CZTS is electrically benign
not producing any donor levels in the band gap. However, we find that
the sulfur vacancy can act as an efficient non-radiative site with the
aid of an intermediate state involving Sn polaron formation. We point
out that trap-assisted recombination does not necessarily accompany
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a charge transition level deep in the band gap of a semiconductor.

DS 18.9 Wed 12:15 H 0111
Electroreflectance and photoluminescence of Cu2(Znl-
X,Cdx)SnS4 thin film solar cells eSECIU LEVCENCO!,
SHREYASH HaDKEZ?, Lypia HELENA Wona?, and Taomas UnoLp!
— 1Helmholtz Zentrum Berlin fiir Materialien und Energie GmbH,
Hahn-Meitner Platz 1, 14109 Berlin, Germany — 2Energy Research
Institute @ NTU Nanyang Technological University 637553, Singapore

Although Cu2(Znl-x,Cdx)SnS4 (CZCTS)- absorber layers have
demonstrated efficiency of 11.5% in thin film solar cells devices their
optical and defect properties are not investigated sufficiently. For in-
stance, the band gap in these materials is often derived from the exter-
nal quantum efficiency measurements and different reports have pro-
vided band gaps that vary for similar compositions of CZCTS. In this
work we employ the electroreflectance (ER) and photoluminescence
(PL) techniques for characterizing CZCTS devices. The effects of Cd
content and Cu/(Zn+Sn) cations ratio on the electronic transitions
are investigated. In the near band edge region the ER spectra provide
distinct derivative like structures corresponding to transitions near the
critical points of the dielectric function, which are used to evaluate the
band gap transition energies. In addition, a defect recombination with
transition energy in the range of 1.1-1.3 eV has been resolved in PL
spectra.

DS 18.10 Wed 12:30 H 0111

Two-Dimensional Optical Transport Measurements in
CulnGaSe; by Highly Spatially, Spectrally, and Time
Resolved Cathodoluminescence Microscopy — eMATHIAS

M0OLLER!, TorsTEN HoLsCHER?, MaTTHIAS MAIBERG?, FRANK

BERTRAM!, ROLAND ScHEERZ2, and JURGEN CHRISTEN! — lInstitute
of Experimental Physics, Otto-von-Guericke-University Magdeburg,
Germany — 2FG Photovoltaik, Martin-Luther-University Halle-
Wittenberg, Germany

2

To gain a deeper understanding regarding transport of carriers and the
influence of inhomegenieties, highly spatially, spectrally, and time re-
solved cathodoluminescence (CL) measurements have been performed
on polycrystalline CulnGaSez (CIGSe) with varying Cu/IIl-ratios
(CGI: 0.8 and 0.87). For this purpose, one-dimensional and two-
dimensional optical transport measurements are compared, and per-
formed to determine lateral carrier diffusion lengths. The samples
are etched with bromine-methanol to smoothen the surface for further
processing. 220 nm thick Ti masks of different shapes are applied via
photolithography. One-dimensional measurements are carried out in
CL-linescans perpendicular to the mask’s edge. In a second step for
the two-dimensional measurements, the sample is excited by the pulsed
e-beam in the center of circular apertures in the Ti-mask with diame-
ters ranging from 2.5 pm to 50 um. Both methods lead to concurrent
low temperature (7' = 5K) diffusion lengths of ca. 20 pm. Further-
more, a strong spatial dependence of the carrier lifetime is revealed
with lifetimes ranging from 17 ns to 50 ns over only a few pm.

DS 18.11 Wed 12:45 H 0111
Investigating the exitonic interactions by polarization-
resolved spectro-microscopy of a textured squaraine thin film
— eDominik HéowEeLiNng!, Luca Beverina2, CHrisToPH LiENAUL,
MARTIN SiLies!, and MaNUELA ScHIEk! — lInstitute of Physics,
University of Oldenburg, Germany — 2University of Milano-Bicocca,

Milano, Italy

Small conjugated molecules like squaraines are a promising alternative
to semiconducting polymers in the field of organic photovoltaics. Un-
derstanding the exitonic interaction of these molecules enables us to
tailor devices for specific applications. In this study we use a home-
built linear polarization-resolved spectro-microscope to investigate the
molecular packing of crystalline nHSQ nanostructures. A characteris-
tic "double-hump” signature in the absorption spectrum of nHSQ has
been ascribed to the excitation of an intermolecular charge transfer
band [1]. Our optical measurements show the excitation of these peaks
at different angles. When comparing these angles with the known out-
of-plane crystallographic orientation [2] we can predict the in-plane
orientation of the nHSQ molecules. [1] Zheng et al. Sol. Energy Mater
Sol. Cells 157, 366 (2014) [2] Briick et al. PCCP 16, 1067 (2014)
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Considering 3D printing using fused-deposition modeling or higher-resolution variants with lasers ap-
plicable to polymers and metals, an analogous approach exists on the nanometer scale. With the aid of
focused electron beam-induced deposition (FEBID) it is possible to create solid-state structures on the
nanoscale. However, in contradistinction to large-scale 3D printing of simple plastic or metallic struc-
tures, FEBID is able to directly provide nano-materials with a wealth of interesting electronic, optical
and magnetic properties. Due to this, focused electron beam-induced deposition has experienced a rapid
expansion in the breadth of its application fields over the last 10 years. FEBID uses precursor gases
which, being adsorbed on a surface, are dissociated in the focussed electron beam to form the deposit.
Intensive research has pushed the capabilities of FEBID in two important areas. It is now possible to
obtain fully metallic nanostructures of Fe, Co and FeCo-alloys and also of Au and Pt. In addition,
very recently the simulation-guided nano-manufacturing of 3D structures has matured to such a degree
that even complex 3D objects can now be fabricated under controlled conditions. The focused session
will address these new developments spanning the range from the fundamentals of electron-precursor
interaction, covering aspects of the rational design of optimized precursors, and showing recent work on
superconducting, magnetic and plasmonically active materials, both in 2D and 3D.

Organized by
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Invited Talk DS 19.1 Wed 9:30 H 2032
3D direct-write nanofabrication using an electron beam —
eJasoN FowLkes!, RoBERT WINKLERZ3, Eva MuTunca%, BRETT
Lewis®, HaraLp Prank?3, and PuiLip Rack® — lCenter for
Nanophase Materials Sciences, Oak Ridge National Laboratory, Oak
Ridge, Tennessee 37831, USA — Z2Institute for Electron Microscopy
and Nanoanalysis, Graz University of Technology, 8010 Graz, Aus-
tria — 3Graz Centre for Electron Microscopy, 8010 Graz, Austria
— “Bredesen Center for Interdisciplinary Research, The University
of Tennessee, Knoxville, 37996, USA — ®Department of Materials Sci-
ence and Engineering, The University of Tennessee, Knoxville, 37996,
USA

The deposition of 3D nanomaterials with precise geometry and func-
tion constitutes a major goal of nanoscience. Currently, the preemi-
nent method for nanoprinting is focused electron beam-induced depo-
sition(FEBID). During FEBID, the electron beam is scanned along a
surface inducing the fragmentation and deposition of absorbed precur-
sor molecules. Until recently, the suite of 3D objects that could be
deposited was limited by the trial and-error nature of experiments and
poor material quality. Our team has taken significant steps toward
overcoming both roadblocks, the former being the focus of the current
presentation. A FEBID CAD program will be presented that makes it
possible to deposit complex, 3D nanoscale mesh style objects spanning
micrometer length scales. A FEBID simulation will also be discussed.
The simulation to CAD to experiment process flow will be demon-
strated for the case of tailoring mesh object nanowire cross-sections.

Invited Talk DS 19.2 Wed 10:00 H 2032
Nanosuperconductivity with Focused Particle Beam Induced
Deposition structures — eRosa C6rpoBals2, Javier Sesg?3, and
JosE Maria DE TerEsa'23 — lInstituto de Ciencia de Materi-
ales de Aragon (ICMA), CSIC - Universidad de Zaragoza, Spain —
2Departamento de Fisica de la Materia Condensada, Universidad de
Zaragoza, 50009 Zaragoza, Spain — S3Laboratorio de Microscopias
Avanzadas (LMA), Instituto de Nanociencia de Aragon (INA), Uni-
versidad de Zaragoza, Spain

In this contribution, we will show an inclusive scenario of Focused Par-
ticle Beam Induced Deposition (FEBID/FIBID) to grow nanosuper-
conductors and nanomagnets by using as a primary beam, heavy ions
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(Ga+ FIBID), light ions (He+ FIBID) and electrons (FEBID). First,
Ga+ FIBID nanosuperconductors will be introduced, which include
the mechanical properties of three-dimensional (3D) nanowires [1], the
non-local vortex transport in sub-50 nm nanowires [2] and the mag-
netotransport properties of sub-10 nm superconducting nanowires [3].
Second, He+ FIBID nanotubes will be presented, highlighting their
specific growth method, superconducting properties and microstruc-
ture [4]. Finally, FEBID 3D magnets will be shown, which are inte-
grated in a hybrid (superconductor/ferromagnet) system [5,6]. [1]Cor-
doba et al., Nanotechnology 28-44 445301 (2017). [2]Cérdoba et al.,
manuscript submitted to Applied Physics Letters. [3|Cordoba et al.,
manuscript in preparation. [4]Coérdoba et al., manuscript submitted
to Nano Letters. [5]Cordoba et al., Nanotechnology 27 355301 (2016).
[6]Rouco et al., Sci. Rep. 7 5663 (2017).

Invited Talk DS 19.3 Wed 10:30 H 2032
Chemistry for ELectron-Induced N Anofabrication — ePETRA
SWIDEREK — University of Bremen, Institute for Applied and Physical
Chemistry, Bremen, Germany

The European COST Action CELINA (Chemistry for ELectron- In-
duced NAnofabrication [1]) has, from 2013 to 2017, created a research
network that aims at advancing focused electron beam induced depo-
sition (FEBID) processes. It has done so by stimulating collaborative
research that unravels the chemical reactions that are fundamental to
FEBID, develops novel and improved precursor molecules, and tests
their performance in the actual FEBID process. CELINA has thus as-
sembled under its roof groups with expertise in electron-driven chem-
istry, precursor synthesis, and experts in FEBID from both academia
and industry. This multidisciplinary effort is needed because of the
many different physical and chemical aspects involved in the forma-
tion and processing of FEBID deposits as well as in their applications.
This contribution gives an overview of CELINA*s research program
and highlights some of its results. Furthermore, it will discuss the dif-
ferent types of chemical processes inherent in FEBID and how they can
be investigated using a combination of gas phase mass spectrometry
and surface science experiments. Understanding and controlling each
of these different chemistries poses significant challenges but is the key
to ultimate deposit purity, spatial resolution, and deposition speed.
References: [1] http://celina.uni-bremen.de/celina
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Invited Talk DS 19.4 Wed 11:00 H 2032
The direct electron beam writing of plasmonic nanostruc-
tures — eKaTsa HOFLICH — Helmholtz Zentrum Berlin fiir Materi-
alien und Energie, Hahn-Meitner-Platz 1, D — 14109 Berlin, Germany

Future IT systems will rely on photons instead of electrons. The poten-
tially huge bandwidth of photons and their extremely small switching
times render light indispensable for telecommunication and for infor-
mation processing. The use of plasmonic nanostructures constitutes a
promising approach for nanoscale optical devices since their minimum
geometric features are not restricted by the diffraction limit.

The technique of electron beam induced deposition (EBID) has the
potential to evolve as a novel route for the fabrication of complex plas-
monic devices. EBID nanostructures are grown by the local dissocia-
tion of precursor molecules in the focus of an electron beam. While the
focused electrons account for minimum structural features, the direct
writing provides access to three dimensions in a single step.

A major challenge lies at depositing pure materials. It can be ad-
dressed by testing novel precursor compounds, oxidation-based purifi-
cation or by using EBID nanostructures as a scaffold to be coated
with the metal of choice. Recent examples of EBID-based plasmonic
nanostructures include silver and gold helices with a strong dichroism
in the visible range as well as silver nanostructures based on a novel
carboxylate precursor.

15 min. break.

DS 19.5 Wed 11:45 H 2032
Direct printing of 3D nano-structures via focused electron
beam induced deposition: Pattern generation — eLukas
KeLLER and MicHAEL HuTH — Institute of Physics, Goethe Univer-
sity, Max-von-Laue-Str. 1, 60438 Frankfurt am Main, Germany

Fabrication of three-dimensional (3D) nano-architectures by focused
electron beam induced deposition (FEBID) has matured to a level
that highly complex and functional deposits are becoming available
for nanomagnetics and plasmonics. The main issue of generating a
desired 3D nano-structure is the control of the electron beam in the
x-y-plane. However, the generation of suitable pattern files that define
the electron beam deflection at any time during the deposition and
reliably map the desired target 3D structure from a purely geometri-
cal description to a shape-conforming 3D deposit is non trivial. Here
we present our implementation of a pattern file generator that handles
proximity effects, corrects for height-dependent precursor coverage and
avoids shadowing effects regarding the directed component of the pre-
cursor flux. Several examples of successful 3D nano-fabrication using
different precursors are presented that attest the effectiveness of the
implementation.

DS 19.6 Wed 12:00 H 2032
Direct-Write Fabrication of Electric and Thermal High-
Resolution Nano-Probes on Self-Sensing AFM Cantilever
¢JUERGEN SATTELKKOW!:2, JoHANNEs Frorcn!?2, ROBERT
WiNKLERD 2, CHRISTIAN ScHwaLe?, ErRNEsT FANTNER3, VLADO
StavrRov?, and HaraLp Prankb?2 — lInstitute of Electron Mi-
croscopy and Nanoanalysis, Graz University of Technology, Graz,
Austria — 2Graz Centre for Electron Microscopy, Graz, Austria —
3GETec Microscopy Inc. & SCL Sensor.Tech. Fabrication Inc., Vi-
enna, Austria — *AMGT, Botevgrad, Bulgaria

Atomic Force Microscopy (AFM) has evolved into an essential part in
research and development due to its quantitative 3D surface character-
ization capabilities on the spatial nanoscale together with the possibil-
ity to access laterally resolved magnetic, chemical, mechanical, optical,
electric or thermal properties of the sample surface. In this contribu-
tion, we demonstrate the direct-write fabrication of 3D nano-probes via
focused electron beam induced deposition (FEBID) together with its
respective AFM application. For conductive-AFM, Pt-C nano-pillars
are initially fabricated by FEBID and then chemically transferred into
pure Pt via gas assisted post-growth purification. For thermal nano-
probes we use platinums temperature dependent, electric properties as
transducing element together with FEBIDs 3D fabrication capabilities
to realize free-standing nano-bridges. We demonstrate the reversible,
quantitative temperature response together with fast response times
of less than 30 ms/K. Finally, we show scanning thermal microscopy
measurements, revealing thermal surface gradients on the nanoscale.

DS 19.7 Wed 12:15 H 2032
High-Fidelity 3D-Nanoprinting via Focused Electron Beams:

49

Growth Fundamentals — eRoBERT WINKLER}'2, BRETT LEWIs®%,
Jason FowLkes34, PuiLip Rack3?4, and HarRaLD Prank!:2
Hnstitute for Electron Microscopy and Nanoanalysis Graz University
of Technology, 8010 Graz, Austria — 2Graz Centre for Electron Mi-
croscopy, 8010 Graz, Austria — 3Center for Nanophase Materials Sci-
ences, Oak Ridge National Laboratory, Oak Ridge, Tennessee 37831,
USA — 4Department of Materials Science and Engineering, University

of Tennessee, Knoxville, Tennessee 37996, USA

3D-printing of functional structures has emerged to an important tech-
nology in research and development, although it becomes very chal-
lenging when aiming on nano-sized geometries. Among the very few
direct-write techniques on that scale, Focused Electron Beam Induced
Deposition (FEBID) has been demonstrated to be a promising candi-
date as it allows the fabrication of functional, freestanding 3D nano-
architectures on almost any substrate, enabling novel applications.
Predictable, reliable and reproducible fabrication, however, often suf-
fered due to the numerous process parameter and their mutual rela-
tionships. In this contribution, we comprehensively discuss the com-
plex interplay between most process parameters and successfully trace
back their implications to the precursor working regime. Beside the
fundamental aspect of our findings, we separate dominant parameters
from those with minor implications. By that, we are able to explain
unwanted deviations during 3D growth and derive certain rules for
precise, predictable and reproducible 3D-nanofabrication via FEBID.

DS 19.8 Wed 12:30 H 2032
Mechanical Properties of 3D Nano-Architectures Fabricated
via Focused Electron Beam Induced Deposition — JOHANNES
FroeEcH!2, JUERGEN SATTELKOW!2, RoBERT WINKLERY2, CHRIS-
TIAN ScHwWALB?, ErRNEST FANTNER®, and eHARrRALD Prankb? —
Hnstitute for Electron Microscopy and Nanoanalysis Graz University
of Technology, 8010 Graz, Austria — 2Graz Centre for Electron Mi-
croscopy, 8010 Graz, Austria — 3GETec Microscopy Inc. & SCL Sen-
sor.Tech. Fabrication Inc., 1220 Vienna, Austria

With the recent introduction of controlled 3D nano-printing via fo-
cused electron beam induced deposition, an entirely new range of ap-
plications such as nano-optics, -mechanics, or -electronics comes within
reach whose fabrication is extremely challenging or even impossible
with alternative techniques. In this contribution, we focus on me-
chanical properties of freestanding, Pt based 3D nano-architectures for
atomic force microscopy (AFM) based application as high-resolution
thermal nano-probes. A combined approach of finite element simula-
tion, AFM based force spectroscopy and real-time imaging via scan-
ning electron microscopy is used to identify and compensate highly
unwanted peculiarities. In more detail, we discuss an unexpectedly
strong influence of non-straight side branches as well as the conse-
quences of fabrication mismatches on the lowest nanoscale, leading to
non-linear mechanical behaviour and morphological twisting, respec-
tively. The combined outcome of our findings demonstrate the high
demands on nanoscale accuracy during 3D nano-printing to exploit the
full potential in terms of predictable mechanical properties.

DS 19.9 Wed 12:45 H 2032

Correlative in-situ characterization of 3D nanostructures by
combining SEM and AFM — eCHRISTIAN SCHWALB!, MARCEL
WinsoLDp!, PINAR FRaNk!, STEFAN HuMMEL!, ROLAND SACHSERZ,
MicuaEL Hutn2?, JURGEN SATTELKOWS, and HARALD PLANK?

LGETec Microscopy GmbH, Vienna, Austria — 2Physikalisches Insti-

tut, Goethe University Frankfurt, Germany — *FELMI, Graz, Austria

Focused electron-beam-induced processing represents one of the most
flexible approaches for functional nanostructure fabrication. During
and after the growth process, e.g., electrical in-situ measurements as
well as energy-dispersive X-ray spectroscopy are commonly employed
to characterize electrical and chemical properties of fabricated struc-
tures. However, one major drawback is the lack of further in-situ anal-
ysis tools which grants access to real 3D topographic information, lat-
erally resolved conductance maps, local magnetic or mechanical prop-
erties. We present a novel AFM that allows correlative in-situ analysis
by combining the full SEM and AFM capability. The AFM measure-
ment takes place in the field of view of the electron beam and thus
allows for non-destructive and non-contaminating analyses of FEBID
structures directly after fabrication. We make use of novel self-sensing
cantilevers that are equipped with different specialized tips fabricated
by 3D nano-printing of sharp purified metallic or magnetic tips. We
present correlative in-situ conductive, magnetic and mechanical anal-
ysis of 3D nanostructures using these novel cantilever tips and discuss
future applications.
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DS 20.1 Wed 9:30 A 151
Theory of Strain-Induced Confinement in Transition Metal
Dichalcogenide Monolayers — eMaTrTHEW BRrROOKs and GuiDO
BURrRKARD — Universitiat Konstanz, Konstanz

Recent experimental studies of out-of-plane straining geometries of
transition metal dichalchogenide (TMD) monolayers have demon-
strated sufficient band gap renormalisation for device application such
as single photon emitters. Here, a simple continuum-mechanical plate-
theory approach is used to estimate the topography of TMD monolay-
ers layered atop nanopillar arrays. From such geometries, the induced
conduction band potential and band gap renormalisation is given,
demonstrating a potential shape that is independent of the height of
deforming nanopillar. Additional, with a semi-classical WKB approxi-
mation, the expected leakage of the strain potential may be estimated
as a function of the height of the deforming nanopillar. This straight
forward approach is in accordance with experiment, supporting recent
findings suggesting that nanopillar height improves linewidth of the
single photon emitters observed at the tip of the pillar, yet has no
discernible influence over the wavelengths of the emitted photons.

DS 20.2 Wed 9:45 A 151
the role of dark exciton states in magneto-exciton valley de-
polarisation mechanisms In monolayer transition metal dich-
calcogenides — e ALEXANDER PEARCE and GuiDo BURKARD — Uni-
versitidt Konstanz, Konstanz, Germany

We present a theoretical study of the valley magneto-exciton relaxation
dynamics in monolayer transition metal dichcalcogenides (TMDs) us-
ing a kinetic equation approach. The TMDs are direct band gap semi-
conductors with strong light-matter coupling which produce optical
responses dominated by tightly bound excitons. The combination of
the lattice symmetry and strong spin-orbit interaction gives rise to a
rich selection rules allowing for optical control of the excitons valley
polarisation. Experiments have shown that due to spin-orbit interac-
tions there are spin forbidden transitions which lead to dark exciton
states, and these states are found to possess long lifetimes due to their
non-radiative decay and play a role in the depolarisation dynamics of
the TMDs. Using a kinetic equation approach we investigate the inter-
play of the exchange interaction, a perpendicular magnetic field and
the dark state scattering the time evolution of the exciton valley po-
larisation. We find that the influence of the dark states leads to longer
valley relaxation times. We also explore the effect of an in-plane mag-
netic, which acts to ”brighten” the dark states, which leads to an even
greater increase in the valley relaxation time.

DS 20.3 Wed 10:00 A 151
Strain on molybdenum disulfide sheets with defects from first
principles — eMoHAMMAD BaHMANI', MAHDI FAGHIHNASIRIZ, and
TuoMas FrauenHEIM! — BCCMS, Physics Department, Bremen
University, Bremen, Germany — 2Physics Department, Shahrood Uni-
versity of Technology, Shahrood, Iran

Single layer of transition metal dichalcogenides(TMDCs) are under in-
tense investigations since the discovery of unique characteristics of 2D
and Vann der Waals layered materials. They are predicted to be the
most promising structure for various future nanoscale devices. They
have also novel applications in spintronic and optoelectronic.

As a result of thermal equilibrium and the kinetics of processing,
all real materials contain structural defects which show significant ef-
fects on their electrical, optical, vibrational, magnetic, and chemical
properties. Besides, mechanical strain has very much influence on
the electronic properties of 2D materials, particularly TMDCs. For
example, 0.5% biaxial strain force direct band gap in molybdenum
disulfide(MoS2) to become indirect since it breaks the crystalline sym-
metry.

Therefore, I study different types of point defects such as single and
double sulfur(S), single molybdenum(Mo) vacancies, and removing a
Mo with its three upper S neighbors. I also substitute a Mo vacancy
with one and two S atoms. Furthermore, as the second aim of this
study, I showed the modification of defect states under uniaxial and
biaxial compression and tensile strain. For the case of one S vacancy,
this moves shallow states into the valance band and importantly breaks
the degeneracy of degenerate states.
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Location: A 151

DS 20.4 Wed 10:15 A 151
Optical absorption of a mechanically strained WSe2 mono-

layer — eIris Nienurs!, RoBERT ScHMIDT!, ROBERT SCHNEIDER!,

MarTHIAS DROPPELZ, TORSTEN DEILMANNZ, MICHAEL ROHLFINGZ,
STEFFEN MICHAELIS DE VASCONCELLOS', ANDRES CASTELLANOS-
GoMmEz3, and RupoLr BraTscHITscH! — !Physikalisches Insitut,
Universitdt Miinster, Wilhelm-Klemm-Str. 10, 48149 Miinster —
2Institut fiir Festkorpertheorie, Universitiat Miinster, Wilhelm-Klemm-
Str. 10, 48149 Miinster — 3Materials Science Factory, Instituto de

Ciencia de los Materials de Madrid (ICMM-CSIC), E- 28049 Madrid

Atomically thin layers of transition metal dichalcogenides represent
a new class of materials. Strain engineering allows to tune their
fundamental optical transitions. We apply reversible uniaxial ten-
sile strain of up to 1.4% to a WSes monolayer. At increasing and
decreasing tensile strain levels absorption spectra are recorded, and
the strain-dependent energy shifts of the exciton resonances are mea-
sured[1]. Gauge factors of —54meV /%, —50meV /%, +1 meV /%, and
—22meV /% are derived for the A, B, C, and D exciton, respectively.
A comparison with ab initio GW-BSE calculations shows an excellent
agreement with the measured data.

[1] R. Schmidt, I. Niehues, R. Schneider, M. Driippel, T. Deilmann,
M. Rohlfing, S. Michaelis de Vasconcellos, A. Castellanos-Gomez, and
R. Bratschitsch, Reversible uniaxial strain tuning in atomically thin
WSes in: 2D Materials 3, 021011 (2016)

DS 20.5 Wed 10:30 A 151
Tunable electron-phonon interaction in MoS2 oeMax
BomMEeRT!, BasTiaN MILLERY2, ALEXANDER HoLLEITNER!:2, and
Ursura WURrsTBAUERD2 — 1Walter Schottky Institute and Physics
Department, Technical University of Munich, Am Coulombwall 4a,
85748 Garching, Germany — 2Nanosystems Initiative Munich (NIM),
Schellingstr. 4, 80799 Munich, Germany

Transition metal dichalcogenides such as MoS2 are of current inter-
est for optoelectronic application, as well as for studying fundamental
aspects of light-matter interaction and excitonic properties in strictly
two-dimensional semiconductors. We explore the impact of the charge
carrier density on the electron phonon interaction by non-resonant and
resonant Raman spectroscopy. We utilize MoS2 field effect structures
with solid electrolyte and liquid ion gates, enabling a change of the 2D
electron density by more than two orders of magnitude [1]. We report
unusual polarization and charge carrier dependent behavior in resonant
Raman spectra that points towards strong electron-phonon coupling
in MoS2 and the importance of excitonic phenomena [2]. Alongside we
investigate temperature dependent phase transitions through changes
in transport and optical properties.

[1] Miller et al., APL 106, 122103 (2015)

[2] Miller, Bommert et al. (2018)

DS 20.6 Wed 10:45 A 151
Theory of Exciton-Exciton Interactions in Monolayer Transi-
tion Metal Dichalcogenides — eFLoORIAN KATSCH, MALTE SELIG,
ALEXANDER CARMELE, and ANDREAS KNORR — Institut fiir Theo-
retische Physik, Nichtlineare Optik und Quantenelektronik von Hal-
bleitern, Technische Universitat Berlin, 10623 Berlin, Germany

Due to the strong Coulomb interaction in monolayers of transition
metal dichalcogenides (TMDs), the optical properties are governed by
tightly bound electron-hole pairs in the vicinity of the band edge. In
order to allow for efficient modeling, a theoretical description in a two
particle exciton basis based on the unit-operator method [1] is intro-
duced. The formalism incorporates TMD-typical Coulomb inter- and
intravalley interactions up to three correlated excitons. The developed
theory is applied to access the exciton dynamics [2,3] in the so-called
coherent limit as well as exciton-phonon interactions [4]. The derived
TMD Bloch equations contribute to the understanding of recent pump-
probe experiments observing an immediate signal in the unpumped
valley [5,6].

[1] A. L. Ivanov and H. Haug, Physical Review B 48, 1490 (1993).

[2] V. M. Axt and A. Stahl, Zeitschrift fir Physik B Condensed Matter
93, 2 (1994).

[3] M. Lindberg et. al., Physical Review B 50, 18060 (1994).

[4] M. Selig et. al., Nature communications 7, 13279 (2016).
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[5] C. Mai et. al., Nano letters 14, 202 (2013).
[6] R. Schmidt et. at., Nano letters 16, 2945 (2016).

DS 20.7 Wed 11:00 A 151
Optical spectra and bound excitons in MoTe2 from mono-
layer to bulk by many-body perturbation theory — eSAEIDEH
EpavaTi-BoosTaN, CATERINA CoccHi, and CraubpiA DRAXL —
Physics Department and IRIS Adlershof, Humboldt-Universitat zu
Berlin, Germany

Among the transition-metal dichalcogenides, MoTe2 plays a relevant
role as a good candidate for light-emitting devices. In the framework
of GW and the Bethe-Salpeter equation as implemented in the exciting
code [1], we study optical excitations in this material as a function of
dimensionality, going from mono- and bilayers to the bulk. The role of
spin-orbit coupling is assessed in band structures and optical spectra
with respect to the number of layers. The calculated absorption spec-
tra are characterized by a few bound excitons in the visible region with
binding energies of the order of a hundred meV [2|. Bound electron-
hole pairs, which are known to be both inter- and intra-layer in bulk
MoTe2 [2], are analyzed in view of quantum confinement effects. This
understanding is essential to eventually use this material in van der
Waals heterostructures.

[1] A. Gulans, S. Kontur, C. Meisenbichler, D. Nabok, P. Pavone,
S. Rigamonti, S. Sagmeister, U. Werner, and C. Draxl, JPCM 26, 36
(2014); D. Nabok, A. Gulans, and C. Draxl, PRB 94, 035118 (2016);
S. Sagmeister, and C. Draxl, PCCP 11, 4451 (2009)

[2] A. Arora, M. Driippel, R. Schmidt, T. Deilmann, R. Schneider,
M. R. Molas, Ph. Marauhn, S. M. de Vasconcellos, M. Potemski, M.
Rohlfing, and R. Bratschitsch, Nat Commun. 8, 639 (2017)

15 min. break.

DS 20.8 Wed 11:30 A 151
Thermal annealing effects on optical properties of 2D MoSs; —
eOLEG GRIDENCO, KATHRIN SEBALD, CHRISTIAN TESSAREK, MARTIN
EickHoFF, and JURGEN GuTOowsKIl — Institute of Solid State Physics,
University of Bremen, Germany

Mechanically exfoliated monolayers obtained by using natural crystals
and deposited by a polymer transfer process on substrates suffer from
residues on the surface which are hard to be removed. The residues as
well as absorbed O2 and H2O at the surface of a monolayer are known
to modify the optical and electrical properties resulting in a quenching
of the photoluminescence (PL) and a reduction of the carrier mobil-
ity. We present a systematic thermal annealing study conducted by
heating and laser annealing in order to remove such residues. The
results show that the PL energy is blue-shifted and the PL intensity
is enhanced by a factor of 1.8 after a thermal annealing cycle. The
blue-shift points to a reduction of the trion contribution and a relative
increase of free-exciton recombination. In addition, the overall PL en-
hancement can be related to a decrease of non-radiative recombination
processes. A similar behaviour of the PL is observed after MoS2 mono-
layers were exposed to UV laser irradiation for several seconds. The
study provides a low-cost, large scale and effective route to enhance
the PL efficiency which is important for the device performance.

DS 20.9 Wed 11:45 A 151
Spatiotemporal dynamics of the carrier capture into local-
ized states in a TMDC monolayer — eROBERTO RosATI, FRANK
LeNnGERs, Doris E. REITER, and TiLMANN KuUnN — Institut fiir Fes-
tkorpertheorie, Universitdt Miinster, Wilhelm-Klemm-Str. 10, 48149
Miinster

Monolayers of transition metal dichalcogenides (TMDC) have at-
tracted wide attention due to their interesting optical and electronic
properties. Local strain distributions lead to the formation of embed-
ded 0D confinement potentials which can be exploited, e.g., as single
photon sources [1]. In such hybrid 2D-0D systems, the bound states of
the 0D potential may be populated through carrier capture by emis-
sion of optical phonons. Such capture processes are known to generate
non-trivial spatiotemporal dynamics in hybrid 1D-0D systems [2]. In
this work we study the capture of a wave packet in a MoSe2 monolayer
into localized states. We find interesting spatio-temporal dynamics of
the trapped charge distribution associated with the capture into spe-
cific superposition states, which can be controlled by the propagation
direction of the wave packet. To calculate the dynamics we use a re-
cently introduced Lindblad single-particle approach, which allows us
to deal with the dimensionality-related computational demands and,

51

at the same time, catches the most relevant features of the carrier cap-
ture, in particular its locality [3].

[1] Kern et al., Adv. Mater., 28, 7101-7105 (2016)

[2] Glanemann et al., Phys. Rev. B 72, 045354 (2005)

[3] Rosati et al., Phys. Rev. B 95, 165302 (2017)

DS 20.10 Wed 12:00 A 151
Strong Anisotropic Spin-Orbit Interaction Induced in
Graphene by Monolayer WS2 eTARO WAKAMURAL,
Francesco REALE?, PAWEL PaLczynski?, CEciLIA MATTEVIZ, So-
pHIE GUERON!, and HELENE BoucHiar! — !Laboratoire de Physique
des Solides, Université Paris-Sud, Orsay, France — 2Department of

Materials, Imperial College London, London, United Kingdom

We demonstrate strong anisotropic spin-orbit interaction in
graphene induced by monolayer WS2. Direct comparison between
graphene/monolayer WS2 and graphene/bulk WS2 system in mag-
netotransport measurements reveals that monolayer transition metal
dichalcogenide can induce much stronger SOI than bulk. Detailed
theoretical analysis of the weak-antilocalization curves gives an es-
timated spin-orbit energy (Eso) more than 10 meV. The dominant
z to -z symmetric spin-orbit interaction demonstrates strong valley-
Zeeman spin-orbit interaction induced in graphene, consistent with
the recent theoretical study. Dramatic increase of resistance around
the Dirac point with decreasing temperature suggests the existence of
the spin-orbit gap at the Dirac point.

DS 20.11 Wed 12:15 A 151
Electronic and optical properties of group-IV transition metal
dichalcogenides monolayers and their heterostructures — eKa
War Lau, CateriNa CoccHl, and CLAauDIA DraxL — Physics De-
partment and IRIS Adlershof, Humboldt-Universitdt zu Berlin, Ger-
many

The interest in transition-metal dichalcogenides (TMDs) monolayers
as promising materials for opto-electronics has rapidly increased in the
last few years [1]. The majority of studies has been devoted so far to
group-VI TMDs, with MoS2 and WS2 as the most relevant examples of
this material class [1]. Here, we study monolayers of group-IV TMDs
focusing on ZrS2 and HfS2. We investigate their electronic and optical
properties in the framework of many-body perturbation theory (GW
and the Bethe-Salpeter equation) as implemented in the all-electron
full-potential code exciting [2]. The optical response of these systems
is characterized by intense peaks in the visible region due to tightly-
bound excitons with binding energies of the order of hundreds of meV.
The degeneracy of the hole state at the I' point with different disper-
sion along the M-I'-K direction and the strong spin-orbit coupling in
the valence band leads to several distinct excitonic states around I'.
Finally we study van-der-Waals heterostructures obtained by combin-
ing ZrS2 and HfS2 monolayers in view of understanding how different
stacking patterns influence band alignment and optical excitations.

[1] K. F. Mak and J. Shan, Nat. Photon. 10, 216 (2016)

[2] A. Gulans et al., J. Phys.: Condens. Matter 26, 363202 (2014)

DS 20.12 Wed 12:30 A 151
Persistent photoconductivity in monolayer MoS, field effect
transistors after UV irradiation — e ANTONY GEORGE!, MIKHAIL
Fistur?3, Uwe HUBNER?, NIRUL MASURKAR®, Davip Kaiser!,
CHRISTOF NEUMANN!, ANDREAS WINTER!, ARAVA LEELA MOHANA
RepDY?, and ANDREY TURCHANIN' — lFriedrich Schiller Univer-
sity Jena, Institute of Physical Chemistry, 07743 Jena, Germany —
2Center for Theoretical Physics of Complex Systems, Institute for
Basic Science, Daejeon 34051, Republic of Korea — 3Russian Quan-
tum Center, National University of Science and Technology "MISIS",
119049 Moscow, Russia — 4Leibniz Institute of Photonic Technol-
ogy, 07745 Jena, Germany — ®Department of Mechanical Engineering,
Wayne State University, 48202 Detroit, USA

We demonstrate long living photo-excited charge carriers in monolayer
MoSs field effect transistors (FET) after UV irradiation. After irradia-
tion, the FETs were found to be remaining in a high conductivity state
at room temperature (RT) for a long time (ca. 30 days). We inves-
tigated the origin of the persistent photoconductivity (PPC) combin-
ing RT and low-temperature transport measurements with theoretical
modeling. At low temperatures, a great enhancement of photo-induced
conductivity with applied gate voltage was observed. We ascribe this to
the UV irradiation of MoS2, which results in inter-band transitions and
the creation of a large number of electron-hole pairs, which are quickly
spatially separated due to local variations of the band structure. Un-
der such conditions, the recombination time drastically increases and
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induces the PPC effect.

DS 20.13 Wed 12:45 A 151

in atomically thin and bulk-
2

Highly polarized excitons
like 17'-ReSes; — eA. ARroral, J. Noky2?, M. DRUPPELZ,
B. Jarmwara3, T. Deimann?, R. Scunemer!, R. Scumipr!,
O. DEeL Pozo-Zamupio!, T. Stienm!, A. BHATTACHARYA®, P.
KRUGER?, S. MICHAELIS DE VAscoNcELLos!, M. RonLFING?, and
R. BrarscHITscH! — lInstitute of Physics, University of Miinster,
Wilhelm-Klemm-Strasse 10, 48149 Miinster, Germany — 2Institute of
Solid State Theory, University of Miinster, D-48149 Miinster, Germany
— 3Tata Institute of Fundamental Research, Homi Bhabha Road, Co-
laba, Mumbai 400005, India — 4Department of Physics, Technical

University of Denmark, DK-2800 Kongens Lyngby, Denmark

Using low-temperature polarized optical absorption and photolumines-
cence spectroscopy, supported by GW-BSE ab initio calculations, we
investigate excitons in the van der Waals semiconductor 17'-ReSes [1].
A red shift of the excitonic transition energy is observed when the crys-
tal thickness is reduced from bulk towards a monolayer. The excitons
exhibit a strong polarization anisotropy within the plane of the crys-
tal, with dipole vectors pointing towards different crystal directions.
This polarization behavior persists from bulk to monolayer thickness.
We find that the excitons are strongly confined within the individual
crystal layers, even for the bulklike case. We find a direct band gap
in 17'-ReSez in our calculations, regardless of the crystal thickness.
Our results pave the way for polarization-sensitive applications using
two-dimensional semiconductors. [1] A. Arora et al., Nano Lett. 17,
3202-3207 (2017).

DS 20.14 Wed 13:00 A 151
The Influence of the environment on monolayer tung-
sten diselenide photoluminescence — eLORENZ MAXIMILIAN
ScuNEIDER!, SiNa Lipperr!, JAN KUHNERT!, OBAFUNSO AJAYIZ,
DvraN REnauD!, Youne Duck Kimm?3, WorLrram HrMBRODT!,
JaMmes C. Hone2, and ArasH RaHmi-IMan! — 1Department of
Physics and Material Sciences Center, Philipps-Universitat Marburg,
35032 Marburg , Germany — 2Department of Mechanical Engineer-
ing, Columbia University, 10027 New York, USA — 3Department of
Physics and Center for Humanities and Sciences, Kyung Hee Univer-
sity, 02447 Seoul, Republic of Korea

In recent years, two-dimensional (2D) semiconductors have drawn a
lot of attention due to their special properties. Since transition metal
dichalgogenides (TMDs) are a potential candidate for opto-electronic
applications in the visible range, they are of major interest and subject
of many studies. Recent investigations have shown that encapsulating
monolayers with hBN can improve signal quality greatly compared to
flakes grown or exfoliated on common substrates. Here, we present a
systematic study of the effects, that such encapsulation of monolayers
with mainly hBN can have on the 2D material’s optical properties us-
ing WSez. Besides the already known narrowing of the PL-linewidth,
remarkable differences are found in the time evolution. hBN supported
and encapsulated samples show a significantly stronger exciton-exciton
annihilation as the reference samples on bare substrate. Furthermore,
we show that this effect is also obtained if the heterostructure consists
of two TMDs.

DS 21: Focus Session: Frontiers of Electronic-Structure Theory: Correlated Electron Materials
IV (joint session O/MM/DS/TT/CPP)

Organizers: Silke Biermann, Ecole Polytechnique, Palaiseau cedex, France; Paul R. Kent, Oak Ridge
National Laboratory, USA; Matthias Scheffler, Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin

(Synopsis provided with part I of this session)
Time: Wednesday 10:30-13:00

Invited Talk DS 21.1 Wed 10:30 HL 001
Correlating electrons via adiabatic connection approach:
a general formalism, approximations, and applications —
oK ATARZYNA PERNAL — Institute of Physics, Lodz University of Tech-
nology, Poland

Electronic systems are usually described by assuming a model Hamil-
tonian, which only partially recovers electron correlation effects. To
assure a quantitative description one faces a problem of recovering the
missing part of the correlation. Over years different methods have been
developed, most of them originating from the perturbation theory.

In my talk I will present another, fairly general, approach based
on the adiabatic connection formalism. The idea itself is not novel
although it has not been considered as a way of adding electron cor-
relation for multireference models. Until recently it has not been re-
alized that by combining the adiabatic connection (AC) with the ex-
tended random phase approximation one obtains a general tool capa-
ble of accounting for dynamical electron correlation for a broad class
of multireference wavefunctions, applicable even to systems includ-
ing strongly correlated electrons. It will be shown that the AC-based
approximation yields excellent results when applied to multireference
models, exceeding in accuracy second-order perturbation-theory-based
methods.

DS 21.2 Wed 11:00 HL 001
Density functional theory of electron transfer beyond the
Born-Oppenheimer approximation: case study of LiF —
oCHEN L1', Ryan REeqQuisT!, and EBERHARD. K. U. Gross!?2 —
IMax Planck Institute of Microstructure Physics, Halle, Germany —
2Fritz Haber Center for Molecular Dynamics, Institute of Chemistry,
The Hebrew University of Jerusalem, Jerusalem, Israel

We demonstrate that beyond Born-Oppenheimer (BO) effects can be
accurately and seamlessly incorporated within a density functional
framework. In alkali halides like LiF, there is an abrupt change in the
ground state electronic distribution due to an electron transfer at a crit-
ical bond length R = R.. We find that nonadiabatic electron-nuclear
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coupling produces a sizable elongation of the critical R, by 0.5 Bohr,
an effect which is very accurately captured by a simple and rigorously-
derived nuclear mass-dependent correction to the exchange-correlation
potential in density functional theory. Since this nonadiabatic term
depends on gradients of the nuclear wave function and conditional
electronic density, Vrx(R) and V gn(r, R), it couples the Kohn-Sham
equations at neighboring R points. Motivated by an observed local-
ization of nonadiabatic effects in nuclear configuration space, we pro-
pose an approximation that reduces the search for nonadiabatic density
functionals to the search for a single function. This work is a step to-
wards bringing density functional theory beyond the limitations of the
BO approximation.

DS 21.3 Wed 11:15 HL 001
Ground-State Quantum-Electrodynamical Density-
Functional Theory — eMIcHAEL RUGGENTHALER — Max Planck
Institute for the Structure and Dynamics of Matter, Hamburg, Ger-
many

In this talk I present a density-functional reformulation of correlated
matter-photon problems subject to general external electromagnetic
fields and charge currents [1]. I first show that for static minimally-
coupled matter-photon systems an external electromagnetic field is
equivalent to an external charge current. I employ this to show
that scalar external potentials and transversal external charge cur-
rents are in a one-to-one correspondence to the expectation values of
the charge density and the vector-potential of the correlated matter-
photon ground state. This allows to establish a Maxwell-Kohn-Sham
approach, where in conjunction with the usual single-particle Kohn-
Sham equations a classical Maxwell equation has to be solved in order
to capture the correlation induced by the transversal photon field.
In the magnetic mean-field limit this reduces to a current-density-
functional theory that does not suffer from non-uniqueness problems
and if furthermore the magnetic field is zero recovers standard density-
functional theory.

[1] ”?Ground-State Quantum-Electrodynamical Density-Functional
Theory”, M. Ruggenthaler, arXiv:1509.01417 (2017).
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DS 21.4 Wed 11:30 HL 001
Design of auxiliary systems for observables: the dynamic
structure factor and the electron addition and removal spec-
tra — MARco VanziNi, MARTIN PANHOLZER, Lucia REINING, and
eMarTEO GAaTTi — LSI, CNRS, Ecole Polytechnique, Palaiseau,
France

Density functional theory tells us that the external potential, and
therefore all observables, are functionals of the ground state density.
The exact functionals, however, are not known, and one has to find
approximations. To obtain the density, Kohn and Sham have proposed
the idea to use an “auxiliary system”. Much research effort goes into
finding better and better Kohn Sham potentials for the density and
the total ground state energy. In order to access also observables other
than the density, we have proposed to generalize the Kohn-Sham idea
of an auxiliary system [1], and to design a “connector” that allows us to
profit from calculations done in a model system [2,3]. We have recently
shown that this is a successful strategy for the dynamic structure factor
|2] and for the one-body spectral function of simple metals, semicon-
ductors and insulators [3]. [1] M. Gatti, V. Olevano, L. Reining, and L.
V. Tokatly, Phys. Rev. Lett. 99, 057401 (2007) [2] M. Panholzer, M.
Gatti, and L. Reining, arXiv:1708.02992 [3] M. Vanzini, L. Reining,
and M. Gatti, arXiv:1708.02450

DS 21.5 Wed 11:45 HL 001
Exact exchange energy of the ferromagnetic electron gas with
dipolar interactions — eCaMILLA PELLEGRINI, TRISTAN MUELLER,
Kay DEWHURST, SANGEETA SHARMA, and EBERHARD K. U. Gross
— Max-Planck-Institut fur Mikrostrukturphysik, Weinberg 2, D-06120
Halle, Germany

We propose a density functional treatment of the magnetic dipole-
dipole interaction as a spin-spin correction to the Coulomb force in
the Breit-Pauli Hamiltonian. Within this microscopic approach, the
Hartree-like term for the dipolar coupling corresponds to the classical
magnetostatic energy currently implemented in micromagnetic calcu-
lations. In addition, we have derived quantum corrections by evalu-
ating analytically the exact exchange energy (Fock term) for the ho-
mogeneous electron gas, within the linear response to a noncollinear
magnetic field. We expect our functional to open the path towards
a full ab initio description of inhomogeneous magnetic structures at
the nanoscale, with applications to domain-wall operated spintronic
devices.

DS 21.6 Wed 12:00 HL 001
Precise total-energy calculations at a significantly reduced
cost — eRuDOLF ZELLER — Institute for Advanced Simulation,
Forschungszentrum Jiilich and JARA, 52425 Jiilich, Germany

In density-functional calculations, the total-energy functional is sta-
tionary with respect to the density, the Kohn-Sham orbitals and the
Kohn-Sham effective potential. This means that approximations for
these quantities only lead to total-energy errors of second order pro-
vided that the total-energy functional is evaluated accurately without
further uncontrolled approximations.

Unfortunately, usually the Kohn-Sham orbitals and thus the kinetic
part of the total energy are evaluated by using a projection of the
potential into a finite subspace of basis functions. This approxima-
tion damages the stationarity of the total energy as a functional of the
potential.

A technique will be discussed which can relieve this deficiency so that
a considerably smaller subspace of basis functions can be used for a
precise evaluation of the kinetic part of the total energy. The advantage
will be illustrated for the particular example of angular projection po-
tentials as they are used in the full-potential Korringa-Kohn-Rostoker
Green function method.

DS 21.7 Wed 12:15 HL 001
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Approach to Orbital-free DFT with Englert-Schwinger model
— eoJouko LenToMAKI and Orca Loprez-AceEviEno — COMP Cen-
tre of Excellence, Department of Applied Physics, Aalto University,
Finland

We briefly present the Englert and Schwinger (ES) model in com-
parison with other approaches to orbital-free DFT. Essential failure
of many kinetic energy density functionals is that they can not de-
scribe the most tightly bound core electrons in a satisfactory manner.
Englert-Schwinger model allows treating these problematic electrons
with more accurate single-particle wavefunctions while still obtaining
the self-consistent orbital-free solution to the electronic problem.

Specifically, we detail how the ES model compares to the more
known Thomas-Fermi-Dirac-Weizsacker model self-consistently in
atoms. We look at the total energy and few geometric properties. We
show qualitative improvement in Pauli potential, which shows unphys-
ical singularities near nucleus when the most tightly bound electrons
are not treated correctly. We present how augmentation of the model
with Kohn-Sham orbitals allows us to explore all-electron solution to
the OFDFT problem and how this paves way for an orbital-free DFT
method which does not need pseudopotentials.

DS 21.8 Wed 12:30 HL 001
The Kerker Preconditioner for FLAPW Methods with
Charge Density Mixing — eMiriam HiNnzeEN, Epoarpo Dr
Naporl, DANIEL WORTMANN, and STEFAN BLUGEL — Institute for
Advanced Simulation, Forschungszentrum Jiilich and JARA, 52425
Jilich, Germany

In metallic systems of larger size the self-consistent field convergence
of electronic structure calculations is often slowed down substantially
due to charge sloshing: close to the Fermi level, little change in energy
can cause large fluctuations in charge density. Mathematically speak-
ing, the problem is ill-conditioned. For plane-wave methods the Kerker
preconditioner effectively solved this problem, but for many other elec-
tronic structure methods, in particular all-electron methods as the
FLAPW or KKR methods, a real-space formulation would be needed.
We developed a formulation of the Kerker preconditioner for FLAPW
methods with charge density mixing, implemented in FLEUR [1]. Nu-
merical experiments show an enormous reduction of the number of
iterations needed for convergence; even more importantly, the SCF
convergence has become independent of the system size.

[1] www.flapw.de

DS 21.9 Wed 12:45 HL 001
Effect of spin on the generalized Pauli constraints in Reduced
Density Matrix Functional Theory — eNicoLe HEeLsic!, Iris
TueoprHILOU?, and NEKTARIOS N. LATHIOTAKIS® — !Peter-Griinberg
Institut and Institute for Advanced Simulation, Forschungszentrum
Jilich, D-52425 Jiilich, Germany — 2Max Planck Institute for the
Structure and Dynamics of Matter, Luruper Chaussee 149, 22761 Ham-
burg, Germany — 3Theoretical and Physical Chemistry Institute, Na-
tional Hellenic Research Foundation, Vass. Constantinou 48, GR-11635
Athens, Greece

Reduced Density Matrix Functional Theory is a method that relies
on the 1-1 correspondence between the many-body ground-state wave
function and the first order reduced density matrix (IRDM) and uses
the latter as its fundamental variable. Enforcing the generalized Pauli
constraints during the energy minimization ensures that the 1IRDM
corresponds to a fermionic pure state. We demonstrate that these
constraints are modified for open-shell systems if the spin degrees of
freedom are taken into account. From the generalized Pauli constraints
we also derive properties of the exact occupation numbers and natural
orbitals which ensure that the 1IRDM corresponds to an eigenstate of
the total spin.
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DS 22: Optical Analysis of Thin Films (Reflection, Ellipsometry, Raman, IR-DUV
Spectroscopy, ...): Session Il

Time: Wednesday 15:00-15:45

DS 22.1 Wed 15:00 H 0111
Giant Circular Dichroism of Enantiopure Prolinol-Derived
Squaraine J-Aggregate Thin Films probed by Mueller Matrix
Spectroscopy — eMANUELA ScHIEK!, MarTHIAS ScHuLzZ, JEN-
NIFER ZABLOCKI?, OLIYA S. ABDULLAEVA!, ARNE LUTZEN2, FRANK
BaLzer?, and OrioL ArTEAGA* — University of Oldenburg, D. —
2University of Bonn, D — 3University of Southern Denmark, Sonder-

borg, DK — 4University of Barcelona, ES

We have achieved sizable ex-chiral-pool synthesis of enantiopure proli-
nol functionalized squaraine small molecular compounds with opposite
handedness. The aggregation into intrinsically circular dichroic, molec-
ular J-aggregates with quasimetallic reflection is controlled by thermal
annealing. By Mueller matrix spectroscopy [1] we show an extraor-
dinary high but true circular dichroism in spincasted thin films spec-
trally located at 780 nm. The ellipticity well reaches a value of 500
mdeg/nm and an intensive dissymmetry factor of 0.75, respectively,
and is evenly distributed over the complete thin film area. So far,
these values have no documented rival among intrinsic supramolecular
circular dichroism, and thereby are revolutionary for the development
of organic based chiral photonics and spintronics. [1] O. Arteaga, B.
Kahr, Opt. Lett. 38 (2013) 1134.

DS 22.2 Wed 15:15 H 0111
Temperature dependent dielectric function of Cul — eEvcENY
KRUGER, VITALY ZVIAGIN, CHANG YANG, RUDIGER SCHMIDT-(GRUND,
and MARIus GRUNDMANN — Universitét Leipzig, Felix-Bloch-Institut
fiir Festkorperphysik, Linnéstr. 5, Leipzig
We present optical and structural properties of Cul thin films de-
posited by sputtering at temperatures varying from 55°C to 310°C
on c-sapphire substrate. Scanning electron microscopy scans reveal
a smooth surface morphology for films grown at temperatures above

Location: H 0111

160°C and large thickness inhomogeneity for films grown at lower tem-
peratures. X-ray diffraction reveals good crystal quality for growth
temperatures above 200 °C. The dielectric function (DF) was deter-
mined in a wide spectral range between (0.5 — 8.5) €V and for temper-
atures from 10 K to 300 K. The main features in the DF were assigned
to exciton-related optical transitions at various critical points in the
Brilluoin zone, revealing non-monotonic temperature dependence of
the energy as well as strong screening for excitons related to higher
critical points.

DS 22.3 Wed 15:30 H 0111
Interface states revealed by DFT calculation of reflectance
anisotropy spectroscopy: GaP on Si(001) — eCHARLES Par-
TERSON and PANkAJ KumMAR — School of Physics, Trinity College
Dublin, Dublin 2, Ireland

States localized at crystalline interfaces between dielectrics can be
probed using optical reflectance anisotropy when the light is incident
from the side of the material with the larger band gap. We present
first-principles calculations of the anisotropy of the GaP/Si(001) in-
terface [1] and compare them to the interface part of the anisotropy
derived from measurements on several GaP thin films on Si(001) with
different thickness [2]. The calculations show excellent agreement with
experiment only for a gapped interface with a P layer in contact with
Si. Interfaces are gapped only when the underlying Si is doped owing
to excess electrons in the dimer layer at the GaP surface. Optical ex-
citations from two states localized in several Si layers adjacent to the
interface result in the observed anisotropy of the interface. A combina-
tion of theory and optical anisotropy experiment can therefore reveal
localized electronic states and the atomic structure at buried interfaces.

[1] P. Kumar and C. H. Patterson, Phys. Rev. Lett. 118 237403
(2017) 2] O. Supplie et al., Phys. Rev. B 86, 035308 (2012)

DS 23: Lithography II: Focused Electron Beam Induced Processing: 3D Nano-Printing for

Time: Wednesday 15:00-18:00

Material Science (Focussed Session): Afternoon Session (joint session DS/KFM)

Considering 3D printing using fused-deposition modeling or higher-resolution variants with lasers ap-
plicable to polymers and metals, an analogous approach exists on the nanometer scale. With the aid of
focused electron beam-induced deposition (FEBID) it is possible to create solid-state structures on the
nanoscale. However, in contradistinction to large-scale 3D printing of simple plastic or metallic struc-
tures, FEBID is able to directly provide nano-materials with a wealth of interesting electronic, optical
and magnetic properties. Due to this, focused electron beam-induced deposition has experienced a rapid
expansion in the breadth of its application fields over the last 10 years. FEBID uses precursor gases
which, being adsorbed on a surface, are dissociated in the focussed electron beam to form the deposit.
Intensive research has pushed the capabilities of FEBID in two important areas. It is now possible to
obtain fully metallic nanostructures of Fe, Co and FeCo-alloys and also of Au and Pt. In addition,
very recently the simulation-guided nano-manufacturing of 3D structures has matured to such a degree
that even complex 3D objects can now be fabricated under controlled conditions. The focused session
will address these new developments spanning the range from the fundamentals of electron-precursor
interaction, covering aspects of the rational design of optimized precursors, and showing recent work on
superconducting, magnetic and plasmonically active materials, both in 2D and 3D.

Organized by

Name: Prof. Dr. Michael Huth, Institution: Physikalisches Institut, Goethe-Universitat, City: Frank-
furt am Main, Country: Germany, Email: michael.huth@physik.uni-frankfurt.de, Telephone number:
+49-69-798-47235

Name: Ass. Prof. Dr. Harald Plank, Institution: Institut fiir Elektronenmikroskopie und Nanoanalytik,
TU Graz, City: Graz, Country: Austria, Email: harald.plank@felmi-zfe.at, Telephone number: +43-
316-873-8821

Name: Dr. Ivo Utke, Institution: EMPA, Swiss Laboratories for Materials Science and Technology,
City: Thun, Country: Switzerland, Email: Ivo.Utke@Qempa.ch, Telephone number: +41-58-765-6257

DS 23.1 Wed 15:00 H 2032
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FEBIP on Metal-Organic Frameworks o CHRISTIAN
PreiscuL!, Erir BiLciuisoy!, FroriaN VorLnaaLs!, Karl
AHLENHOF2, PETRA SWIDEREKZ, HARTMUT GLIEMANN?, CHRISTOF
WoLL3, and Huberrus MaRrBAcH! — 1Physik. Chemie II, FAU
Erlangen — 2IAPC, Universitét Bremen — SInstitut f. funktionelle
Grenzflachen, KIT

We report the fabrication of nanostructures down to single digit
nanometer scale on metal-organic frameworks (MOFs) by FEBIP. Next
to EBIDI! our second technique is Electron Beam Induced Surface Ac-
tivation (EBISA). In EBISA the surface is locally activated by an elec-
tron beam and the subsequently dosed precursor is catalytically decom-
posed at the activated sites and forms a deposit.[Q] Both approaches
were investigated with Fe(CO)s and Co(CO)3NO on HKUST-1 and
Cu-oxalate which is somewhat similar to HKUST-1 but the benzylic
part in the organic linker is missing compared to the latter. Both
samples were grown in a layer-by-layer method.B14] We demonstrate
that both precursors are suitable for EBID on both samples, whereas
EBISA works only with Fe(CO)s on the HKUST-1. We will compare
the corresponding results and discuss especially the high potential of
MOFs as substrates for novel FEBIP processes towards the fabrication
3D materials.

(] W. van Dorp, C.W. Hagen, J. Appl. Phys. 104 (2008), 081301
(2] H. Marbach, Appl. Phys. A 117 (2014), 987; Drost et al., Small
Methods 1 (2017), 1700095 3] O. Shekhah et al., Angew. Chem. Int.
Ed. 48 (2009), 5038 [4] I. Schrader et al., Langmuir 30 (2014), 11945

DS 23.2 Wed 15:15 H 2032
Focused Electron Beam Induced Deposition with halogenated
organometallic Ru compounds — eJAKUB JURCZYK!'2, CHRISTO-
PHER BREWER?, Orivia Hawkins3, CzesLaw Kapusta2?, Lisa
McEmwee-WHITE?, and Ivo UTke! — 'Empa - Swiss Federal Labo-
ratories for Materials Science and Technology,Thun, Switzerland —
2AGH University of Science and Technology in Krakow, Krakéw,
Poland — 3University of Florida, Gainesville, USA

Focused Electron Beam Induced Deposition (FEBID) studies of po-
tential organometallic halogenated ruthenium precursors were per-
formed. By now the best Ru FEBID result was achieved using
bis(ethylcyclopentyldienyl) ruthenium(II) [1] giving a C:Ru ratio of 9:1
(10 at.% Ru) in as deposited material. Recent gas phase [2]| and surface
science studies [3] selected halogenated organometallic compounds as
potential FEBID precursors. In this contribution we present three of
them: n-allyl-Ru(CO)3Cl, n-allyl-Ru(CO)3Br, n-allyl-Ru(CO)3I. The
deposit metal content was investigated as function of growth regimes
and writing strategies for vertical and planar structures. First promis-
ing results of up to 20 at.% of Ru in as deposited material were
achieved. Electrical properties of as deposited and annealed nanowires
will be presented.

[1] J.H. Noh et al., App. Phys. A, 117, (2014), 1705-1713 [2] R. M.
Thorman et al., Phys. Chem. Chem. Phys, 19, (2017), 13264-13271
[3] Spencer et al., J. Phys. Chem. C, 119, (2015), 15349-15359

DS 23.3 Wed 15:30 H 2032
Electron-induced reactions of surface-grown metal organic
layers — eKar AHLENHOFF and PETRA SWIDEREK — University of
Bremen, Institute for Applied and Physical Chemistry, Bremen, Ger-
many

Metal-containing coordination materials grown on surfaces using layer-
by-layer self-assembly processes are advantageous for focused electron
beam deposition (FEBID) processes for several reasons. First, multi-
layer materials can serve as precursors which enable high processing
speed due to their large surface density [1]. Also, an adlayer on a sub-
strate used in a regular FEBID process relying on volatile precursors
can suppress secondary electron emission from the underlying solid
and thus lead to more precisely defined deposit shapes [2]. Third, the
layer may be activated by an electron beam to provide a template for
area-selective autocatalytic deposit growth in an EBISA process [2].

Despite these advantages, little is known about the electron-induced
reactions in such materials and the resulting products. Therefore, this
contribution presents studies on electron-induced desorption (ESD)
from and post-irradiation reflection absorption infrared spectroscopy
(RAIRS) of several surface grown metal-organic coordination polymers
such as copper(II)oxalate [3] and HKUST-1 [4] but also including novel
FEBID precursors.

References: [1] M. Bresin et al. Nanotechnol. 24 (2013) 035301. [2]
M. Drost et al., SMALL Methods 1 (2017) 1700095. [3] K. Riickriem
et al., Beilstein J. Nanotechnol. 7 (2016) 852. [4] B.W. Jacobs et al.,
Nanotechnol. 22 (2011) 375601.
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DS 23.4 Wed 15:45 H 2032
Tuning and in-situ monitoring the hall resistance of ferro-
magnetic FEBID structures — eRoLAND SAacHSER and MICHAEL
Hutn — Physikalisches Institut, Goethe-University, Frankfurt am
Main, Germany

HFeCo3(CO)12 is an excellent FEBID precursor, which allows the de-
position of magnetic and metallic CoFe alloy nanostructures. In con-
trast, the widely used (CHs3)3CH3CsH4 Pt standard precursor results
in insulating deposits, consisting of Pt nanograins embedded in a car-
bonaceous matrix. In this contribution we will present measurements
on samples prepared via co-deposition of both precursors. Varying the
deposition conditions, the metal content of the deposits, and thus, the
resistivity and the Hall resistance of the samples can be tuned. Further-
more, the co-deposited samples are sensitive to post-growth electron
beam irradiation, which influences its electrical transport properties,
as it is already known for normal FEBID deposits obtained by the Pt-
precursor. We will show in-situ measurements of the Hall resistance
directly inside the SEM by using the magnetic field provided by the
immersion lens of the instrument. Further characterization is done
via temperature-dependent electrical and magnetotransport measure-
ments.

DS 23.5 Wed 16:00 H 2032
Purified and crystalline three-dimensional electron-beam-
induced deposits: the successful case of cobalt — JaAVIER
PaBLo-Navarro!, Cgsar Macin!2, and eJosé Maria DEg
TrerEsAl2 — Laboratorio de Microscopias Avanzadas (LMA) - Insti-
tuto de Nanociencia de Aragon (INA), Universidad de Zaragoza, 50018
Zaragoza, Spain. — 2Instituto de Ciencia de Materiales de Aragén
(ICMA), Universidad de Zaragoza-CSIC, 50009 Zaragoza, Spain.

Purified and crystalline 3D cobalt nanowires of diameter below 90 nm
have been fabricated by ex-situ high-vacuum annealing at 600 Celsius
degrees after FEBID growth. While increasing the metallic content
of the nanowires up to 95 atomic percent, the thermal annealing pro-
cess induces the recrystallization of the pseudo-amorphous as-grown
structure into bulk-like, hcp and fcc crystallites with lateral sizes com-
parable to the width of the nanowire. The net magnetization increases
80 percent with respect to as-grown values, close to the bulk cobalt
value. This achievement opens new pathways for applications of this
synthetic method in the fabrication of either individual or arrays of 3D
high-purity and crystalline cobalt nanowires for high-density memory
and logic devices, nanosensors and actuators, and could be a viable
method to obtain other pure and crystalline 3D materials by FEBID.

DS 23.6 Wed 16:15 H 2032
Exploring new copper complexes for FEBID — eLuisa
BERGER!, KATARZYNA MAaDAJSKAZ, NILs Boysen®, IwoNa BARBARA
SzyMANsKA2, ANsaNa DEvi®, and Ivo UTke! — 'Empa - Swiss Fed-
eral Laboratories for Materials Science and Technology, Thun, Switzer-
land — 2Nicolaus Copernicus University, Torun, Poland — 3Ruhr-
Universitat Bochum, Germany

Focused electron beam induced deposition (FEBID) is a well-
established maskless direct write method for nanostructures [1]. The
deposition of pure copper with FEBID has not been achieved so
far and metal contents typically reached 13-25 at.% [2]. By explor-
ing novel copper precursor classes - fluorinated copper carboxylates
(|[Cu2(u-O2CC2F5)4], [Cu2(EtNH2)2(u-O2CC2F5)4]) and a fluorine-
free B-diketonate (Cu(tbaoac)2) - we intend to achieve the deposition
of high purity structures. The latter was employed in FEBID recently
[3] while carboxylates were reported as CVD precursors [4]. The influ-
ence of varying deposition parameters on appearance and composition
was investigated. First interesting results lead to copper contents of
25 at.%.

[1] I. Utke, A. Gélzh&user, Angew. Chem. Int. Ed. 49 (2010), 9328.

[2] A. Luisier et al., Journal of The Electrochemical Society, 151
(2004) C535.

[3] C. Haverkamp, K. Hoflich et al., Beilstein Journal of Nanotech-
nology 2017 (in review)

[4] P. Piszczek, I. B. Szymanska, Chem. Vap. Deposition, 19 (2013)
251.

15 min. break.

DS 23.7 Wed 16:45 H 2032
Dedicated AS-ALD micro-reactor for FEBID nano-templates
— oPETER GRuUszkA, Giorcia D1 Prima, ROLAND SACHSER, and
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MicHAEL HuTH — Goethe Universitdt, Max-von-Laue-Str. 1, 60438
Frankfurt am Main, Germany

In recent years, conventional methods of nano-structuring are slowly
reaching their lower limits. A novel bottom-up approach emerged|[1],
which combines focused electron beam induced deposition(FEBID)
and area-selective atomic layer deposition(AS-ALD). FEBID is a se-
rial, bottom-up and direct-write technique yielding structures with su-
perior lateral resolution (< 10 nm), but with poor material quality.
In contrast, ALD and especially AS-ALD are parallel and bottom-up
approaches with exceptional thickness control resulting in high purity
sub-nano films.

We successfully performed the combined FEBID-ALD process in our
Nova 600 Dual Beam scanning electron microscope.|2] The ALD exper-
iments were conducted on purified platinum FEBID-nanostructures|3]
which were monitored via in-situ conductance measurements. For fur-
ther investigation and optimization, we built a dedicated AS-ALD
micro-reactor.

[1] Mackus, et al., J. Appl. Phys 107 (2010), 116102
[2] Di Prima, et al., Nano Futures 1(2) (2017), 25005
[3] Sachser, et al., ACS Appl. Mater. Interfaces 6 (2014), 15868

DS 23.8 Wed 17:00 H 2032
Fabrication of multi-component nanostructures by FEBID
— eFaBRriziIo PorraT!, RoLAND SacuseER!, SvEN Bartu?, GIan
CaRrRLO Gazzapr®, STEFANO FrABBONI®, CHRISTIAN Gspan?, Har-
ALD Prank*, ANDREAS TERFORT?, and MicHAEL HuTn! — Goethe-
Universitit, Institut of Physics, Frankfurt am Main, Germany — 2TU
Vienna, Institute of Materials Chemistry, Wien, Austria — 3University
of Modena and Reggio Emilia, FIM Department, Modena, Italy —
4TU Graz, Institute for Electron Microscopy and Nanoanalysis, Graz,
Austria — ?Goethe-Universitit,Institute for Inorganic and Analytical
Chemistry, Frankfurt am Main, Germany

The fabrication of multi-component polycrystalline or granular metals
by FEBID represents a challenging research approach for the design
of novel nanostructured materials. Currently, there are three different
approaches for the fabrication of multi-component FEBID nanostruc-
tures: 1. deposition by single source heteronuclear precursors; 2. code-
position using two different precursors; 3. intermixing of multilayer
nanostructures fabricated with different precursors by low-energy elec-
tron irradiation. These fabrication approaches allow the fabrication of
a large number of tunable alloy nanostructured and intermetallic com-
pounds. In this contribution, we present some examples of binary and
ternary nanostructures fabricated by following these routes. In partic-
ular, we report on the fabrication, the structural characterization and
magnetotransport measurements of CoFe alloys and Co2FeSi Heusler
compounds.

DS 23.9 Wed 17:15 H 2032
Ac response of nano-granular metals prepared via FEBID
— oeMaRrc HANEFELD and MicHAEL HuTthH — Physikalisches Institut,
Goethe Universitdat, Max-von-Laue-Str. 1, 60438 Frankfurt am Main,
Germany

Granular metals are of great interest for material sciences due to their
diverse electronic transport properties and can generally be described
as metallic nanoparticles surrounded by a dielectric amorphous matrix.
They show promising possibilities for applications in different sensing
mechanisms [1] and pose a topic of ongoing research concerning their
response to a time-dependant ac stimulus [2].

Focused Electron Beam Induced Deposition (FEBID) is a versatile
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technique to create nano-granular metals comprising a variety of ele-
ments and a high tunability of the samples properties. Additionally,
electron irradiation is the perfect tool to tune important conduction
parameters like the inter-grain coupling strength and the volume frac-
tion of the crystallites compared to the surrounding matrix, ultimately
influencing the conductance regime of the deposits. In our group we
have a wide knowledge about Pt(C)-FEBID deposits and the effect of
electron irradiation upon them, as well as their dc electronic transport
properties [1]. We will present first measurements on the ac response
of such deposits and show the capabilities of FEBID to create an ideal
model environment for an in depth analysis of the ac conduction char-
acteristics of granular metals depending on their properties.

[1] Huth, et al., Microelect. Eng. 2017. doi:10.1016/j.mee.2017.10.012.
[2] Bakkali, et al., Sci. Rep. 2016;6:29676. doi:10.1038/srep29676.

DS 23.10 Wed 17:30 H 2032
Energy collection from green-house infra-red emission using
nanogranular compoundmaterials — eKoors Hans WILFRIED
PeETER — HaWilKo GmbH , Ober-Ramstadt, Germany

According to a 10 years average measurement of NASA of the earth’s
energy household, the sun sends 340,4 W/m? direct to the earth, but
only 163,3 W/m? reach the ground. In the IR a backreflection from
greenhouse gases delivers 340 W/m?.

A nanogranular Pt/C material has a bandgap of 128 meV, which al-
lows to absorb IR-Light. This radiation can be absorbed by a nanocrys-
talline Pt/C compound. Large absorber areas can be used. Silicon
material absorbes only energies above 1.3 eV during daylight from the
visible light. The green house gases, however, emit their radiation all
day and night in the IR. The absorbed IR photons can be stored in the
compound material as coherent Boson fields. A field gradient applied
to such fields can move the Bosons and make them decay at the end
of the field, and release electrons as a current. HaWilKo can produce
a 1 cm? large sheet to demonstrate the energy harvesting in the IR.

DS 23.11 Wed 17:45 H 2032
Coordination compounds for focused electron beam induced
deposition (FEBID) — elwoNa SzymaKNska. and KATARzZYNA
Mapaiska — Faculty of Chemistry, Nicolaus Copernicus University
in Torur, Gagarina 7, 87-100 Torun, Poland

Focused electron beam induced deposition is a direct maskless nano-
lithography technique. The compounds applied as FEBID precursors
should effectively generate volatile metal carriers, which are trans-
ported over a substrate. Next, they are irradiated by high-energy
electrons and decompose forming nanomaterials [1]. Copper and silver
exhibit high electrical and thermal conductivity and are extensively
used in microelectronics.

Copper and silver carboxylate compounds were applied as CVD
precursors [2,3]. Carboxylates are able to coordinate as monoden-
tates, chelates, and bridges forming complexes of diverse nuclearity.
Secondary ligands enable manipulating physicochemical parameters of
precursors. Research was focused on the copper(II) and silver(I) car-
boxylate compounds, which seems to be promising for a FEBID pro-
cess. The usefulness of a thermal analysis, EI MS spectrometry, and
VT IR spectroscopy for the FEBID precursors selection was evaluated.
The secondary ligand influence was studied basing on primary amines.
Acknowledgements: The authors wish to thank Nicolaus Copernicus
University in Torun (Statute Research no.103) for a financial support.

References: [1] I. Utke et al., Angewandte Chemie Int. Ed., 49
(2010) 9328; [2] A. Grodzicki et al., Coord. Chem. Rev., 249 (2005)
2232; [3] I.B. Szymanska,, Polyhedron, 65 (2013) 82.
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DS 24: Focus Session: Frontiers of Electronic-Structure Theory: Correlated Electron Materials
V (joint session O/MM/DS/TT/CPP)

Organizers: Silke Biermann, Ecole Polytechnique, Palaiseau cedex, France; Paul R. Kent, Oak Ridge
National Laboratory, USA; Matthias Scheffler, Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin

(Synopsis provided with part I of this session)
Time: Wednesday 15:00-17:45

Invited Talk DS 24.1 Wed 15:00 HL 001
Computational Approach to the Electronic Structure of
Strongly Correlated Materials: Towards Theoretical Spec-
troscopy and Theory Assisted Material Design — eGABRIEL
KoTLiar Serin Physics Laboratory Rutgers University
Brookhaven National Laboratories

We will introduce a project, to build algorithms and a suite of open
source codes, to compute the electronic structure of correlated mate-
rials. It involves different methods, to provide different compromises
between speed and accuracy, and to treat different types of correlation
(static and dynamic). The suite includes methods ranging from vertex
corrected GW, rotationally invariant slave bosons and LDA+DMFT,
and we will illustrate some of these methods ( and their failures) in d
and f electron systems.

DS 24.2 Wed 15:30 HL 001
Spectral properties of Sr2IrO4 from first principles —
oCvYRIL Marrins!, BENJaMIN LENZ2, and SILKE BIERMANNZ:3
ILaboratoire de Chimie et Physique Quantiques, UMR 5626, Univer-
sité Paul Sabatier, 118 route de Narbonne, 31400 Toulouse, France
— 2Centre de Physique Théorique, Ecole Polytechnique, CNRS UMR
7644, Université Paris-Saclay, 91128 Palaiseau, France — 3Collége de
France, 11 place Marcelin Berthelot, 75005 Paris, France

The spin-orbit system Sr2IrO4 has raised tremendous interest recently,
due to intriguing similarities to the high-Tc superconducting copper
oxides.

We study the evolution of the electronic structure of Sr2IrO4 using
a combination of ab-initio density functional theory and many-body
techniques. The effects of spin-orbit coupling, distortions of the oxygen
octahedra and Hubbard interactions are included on a first-principles
level. We calculate the momentum-resolved spectral function and com-
pare to recent photoemission data, finding good agreement with exper-
iment.

DS 24.3 Wed 15:45 HL 001
Role of non-local correlations in doped SroIrO4 — eBENJAMIN
Lenz', CyrRiL MARTINS?, and SiLkE Biermann!3 — ICentre de
Physique Théorique, Ecole Polytechnique, CNRS UMR 7644, Univer-
sité Paris-Saclay, 91128 Palaiseau, France — 2Laboratoire de Chimie
et Physique Quantiques, UMR 5626, Université Paul Sabatier, 118
route de Narbonne, 31400 Toulouse, France — 3Collége de France, 11
place Marcelin Berthelot, 75005 Paris, France

When doping the spin-orbit system SralrO4 recent photoemission ex-
periments found pseudogap behavior at low temperatures, which raises
the question of its relation to the pseudogap found in high-Tc super-
conducting copper oxides.

Here, we study the evolution of the electronic structure of SralrOyg
upon electron- and hole-doping by combining ab-initio density func-
tional theory and two quantum cluster techniques. Our treatment
includes the effects of spin-orbit coupling, distortions of the oxygen
octahedra and Hubbard interactions on a first-principles level. We
show that short-range antiferromagnetic fluctuations are crucial to ac-
count for the electronic properties of the material even in the high-
temperature paramagnetic phase. Furthermore, pseudogap features
in the momentum-resolved spectral function of the emerging exotic
metallic state are analyzed and found to be in good agreement with
experiment.

DS 24.4 Wed 16:00 HL 001
Describing the coupled structural and metal-insulator
transition in rare-earth nickelates with DFT+DMFT —
e ALEXANDER HAMPEL and CLAUDE EDERER — Materials Theory,
ETH Ziirich, Switzerland

Perovskite rare-earth nickelates, RNiOs, display a rich phase dia-

gram, where all compounds with R from Pr to Lu undergo a metal-
insulator transition (MIT) that is accompanied by a structural distor-
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Location: HL 001

tion. This distortion breaks the symmetry between formerly equiva-
lent Ni sites and is related to a charge disproportionation driven by
correlation effects, resulting in an insulating state. Here, we employ
density functional theory together with dynamical mean field theory
(DFT+DMFT) to explore the interplay between lattice distortions
and electronic correlation effects in these compounds. By utilizing
a symmetry-based distortion mode analysis, we are able to isolate the
specific lattice distortion occurring at the phase transition. Calcu-
lating total energies within DFT+DMFT then allows us to relax the
structures with respect to this distortion. We find, that the resulting
distortion amplitudes and its variation across the series are in good
agreement with experimental results. Our work highlights the capa-
bilities of the DFT+DMFT method to describe complex materials with
coupled electronic and structural degrees of freedom.

DS 24.5 Wed 16:15 HL 001
Magnetocrystalline anisotropy of FePt: LDA4+DMFT study
— sALEEM Avaz Kuan!, Junqine Xu2, joHaN ScHOTT?, ONDREJ
SIPRl, and JAN MINAR! — 1University of West Bohemia, Pilsen,
Czech Republic — 2LMU Munich, Germany — 3Uppsala University,
Sweden

In our recent work (Phys. Rev B, 94, 144436, 2016) we employed
ab initio methods (FLAPW and KKR) to get a reliable value for the
magnetocrystalline anisotropy (MCA) energy of FePt. The theoret-
ical MCA energy of FePt (3.0 meV) is significantly larger than the
experimental value (1.3 meV), implying that the LDA cannot prop-
erly describe the MCA of FePt. Considering that the MCA essentially
arises from spin orbit coupling it appears that to obtain reasonable
agreement with experiments, it is necessary to include orbital corre-
lations. To account realistically for both the electronic and geometric
structure of materials, we use a combined density functional and dy-
namical mean field theory, LDA4+DMFT. Our computation is based
on the fluctuation exchange approximation and an analytic continu-
ation method for the self-energy. Our results show that dynamical
correlation effects are important for a correct treatment of the 3d-5d
hybridization in FePt, which in turn plays a significant role for the
magnetocrystalline anisotropy

DS 24.6 Wed 16:30 HL 001
Diagnostics for plasmon satellites and Hubbard bands in
transition metal oxides — eSTEFFEN Backrs!, Honeg JianG2, and
SiLkE BierManN! — 1Centre de Physique Théorique, Ecole Polytech-
nique, 91128 Palaiseau, France — 2College of Chemistry and Molecular
Engineering, Peking University, China
The generally accepted picture of SrVO3 is that of a correlated elec-
tron metal where a renormalized quasi-particle peak at the Fermi level
coexists with upper and lower Hubbard bands, separated by Coulomb
interaction U. Recently, this picture has become blurred with the rise
in interest in additional plasmonic satellites. Distinguishing plasmonic
features from Hubbard bands is a non-trivial question. In this talk
we employ combined many-body perturbation theory and dynamical
mean field theory ("GW+DMFT") to discuss the processes that give
rise to these different satellites and show how to identify their origin
in realistic materials. We present an application of this scheme to dif-
ferent transition metal oxides, which we find to exhibit both Hubbard
and plasmonic satellites at similar energetic positions.

DS 24.7 Wed 16:45 HL 001
Phase transitions of the 2D Hubbard-Holstein model —
eTEREsA E. REINHARD!, ULiaANA MorpoviNal, HEiko AppEL!, and
ANGEL RuBioh2:3 — Max Planck Institute for the Structure and Dy-
namics of Matter, Hamburg, Germany — 2Center for Computational
Quantum Physics (CCQ), The Flatiron Institute, 162 Fifth Avenue,
New York NY 10010, USA — 3Nano-bio Spectroscopy Group and
ETSF, Departamento de Fisica de Materiales, Universidad del Pais
Vasco UPV/EHU, San Sebastian, Spain
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In the 2d Hubbard-Holstein model at zero temperature, a quantum
phase transition between Mott and Peierls insulator can be observed.
Whether a metallic phase emerges in between remains an open ques-
tion [1,2]. As the emergence of the Mott phase is a many body effect,
a description beyond the mean field level is crucial. At the same time,
a method that can cope with two dimensions is needed.

To address this open question, we have extended Density Matrix
Embedding Theory (DMET) from the purely electronic case [3,4] to
coupled fermion-boson systems. DMET is an embedding theory which
benefits from the exponentially decaying correlation in most quantum
systems thus allowing a description beyond mean field at low cost.

We show the phase diagram of the 2d Hubbard-Holstein model at
zero temperature obtained for different cluster sizes. [1] G. Knizia, G.
K.-L Chan, Phys. Rev. Lett 109, 186404, (2012) [2] S. Wouters, C.
A. Jiménez-Hoyos, G. K.-L. Chan, arXiv:1605.05547 (2016) [3] R. T.
Clay and R. P. Hardikar, Phys. Rev. Lett 95, 096401 (2005) [4] J.
Bauer, EPL 90 27002 (2010)

DS 24.8 Wed 17:00 HL 001
A quantum embedding theory combining many-body pertur-
bation theory with configuration interaction — eMarc Dvo-
rAK and Patrick RINKE — Department of Applied Physics, Aalto
University School of Science, 00076-Aalto, Finland

We present a new quantum embedding theory called dynamical con-
figuration interaction (DCI). It captures non-local and static corre-
lation in an orbital active space with configuration interaction (CI)
and high-energy, dynamic correlation in the complementary bath space
with many-body perturbation theory (MBPT). The formulation is gen-
eral, but we focus on molecular systems with an ab-initio Hamiltonian.
The conceptual key to our approach is to replace the exact electronic
Hamiltonian in the bath space with one of excitations defined over the
correlated ground state. This transformation is naturally suited to the
language and methodology of many-body Green’s functions. Correla-
tion in the bath is therefore described at the quasiparticle level with
Green’s functions instead of with the many-body wave function. Our
approach avoids computational and conceptual difficulties associated
with Green’s function embedding and improves upon wave function
methods by including dynamical correlation from the bath space. A
major advantage to DCI is that it naturally treats ground and excited
states on equal quantum mechanical levels. For ground state prop-
erties, we present dimer dissociation curves for Ha and N2 in excel-
lent agreement with exact results. Excited states of Ng give excellent

DS 25: Organic Thin Films, Organic-Inorganic

Time: Wednesday 16:00-18:15

Invited Talk DS 25.1 Wed 16:00 H 0111
Prospects of Engineering Chemistry and Electronic Charac-
ter of Interfaces in Multifunctional (Bio)Organic-Inorganic
Hybrids — eMaRria Losurpo — Institute of Nanotechnology, CNR-
NANOTEC, Bari, Italy

New opportunities for energy harvesting, plasmonics, active photonics,
biomimetic catalysis, biosensing, immunosensing and cellular recogni-
tion are offered by novel hybrid heterojunctions combining, semicon-
ductors, plasmonic metal nanostructures and (bio)-organic systems.

In order to design these (bio)-organic/inorganic platforms, the estab-
lishment of reliable and reproducible protocols for their functionaliza-
tion is still needed, which require better understanding of the surface
and interfacial electronic phenomena.

This contribution presents strategies for tailoring the chemistry and
electronic character of interfaces in hybrids spanning from planar sur-
faces (semiconductors Si, III-Vs, TCOs, SiC) to nanosystems (plas-
monic Au, Ga, Al) designed to enable applications in photovoltaics
(hole transport organic layers and semiconducting new polymers),
biomimetic catalysis (porphirins) and bio- immuno-sensing (proteins,
DNA, cells).

The emphasis will be on functionalization methods, including plasma
treatments of surfaces and interfaces, resulting assembly and nanos-
tructures and how the interface chemistry determines the charge trans-
fer enabling the specific functionality.

Future directions towards the rational design of those hybrids will
be suggested.
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agreement with experiment, and we demonstrate the scalability of our
method by computing excited states of a free-base porphyrin molecule.

DS 24.9 Wed 17:15 HL 001
Real-Structure Effects and Correlation in Layered Sodium
Cobaltates — Sopuie Cuauvinb2, SiLke Biermann!, Lucia
REeININGZ, and eCLauDIA R6DL3 — 1Centre de Physique Théorique,
Ecole polytechnique, CNRS, Université Paris-Saclay, 91128 Palaiseau,
France — 2Laboratoire des Solides Irradiés, Ecole polytechnique,
CNRS, CEA, Université Paris-Saclay, 91128 Palaiseau, France
— S3Institut fiir Festkdrpertheorie und -optik, Friedrich-Schiller-
Universitat Jena, Max-Wien-Platz 1, 07743 Jena, Germany

Na-doped layered cobaltates Na;CoOq feature a rich phase diagram
with a plethora of physical phenomena ranging from metal-insulator
transitions over magnetism to charge ordering. These instabilities of
the electronic structure are mostly attributed to correlation effects
within the quasi-2D CoOz layers. Here, we focus on Nay/3C002, a
doping for which the system is metallic and exhibits an experimentally
established charge disproportionation on the Co atoms.

We study the electronic properties of the CoO2 layers and investi-
gate the impact of the intercalated Na atoms on the electronic struc-
ture in the ordered layered superstructure. The problem is tackled
from an ab-initio point of view using density-functional theory (DFT)
and many-body perturbation theory (MBPT). Moreover, we study the
static charge-density response of the material to understand instabil-
ities in the system. Our approach complements recent model calcu-
lations from extended dynamical mean-field theory (EDMFT). The
calculated results are compared to experimental spectroscopic data.

DS 24.10 Wed 17:30 HL 001
Slave rotor approach to impurity models with correlated dp
orbitals — eJAKOB STEINBAUER and SILKE BIERMANN — Ecole Poly-
technique, Palaiseau, France

‘We propose a slave rotor method for the solution of many-orbital quan-
tum impurity problems, which maps the original problem onto one
with reduced degeneracy. This is particularly useful for the dynamical
mean field theory treatment of transition metal oxides where the inter-
actions between ligand states with d-electrons are all too often simply
neglected. We derive a general formalism relying on an optimized ef-
fective model obtained from the variational principle of Feynman and
Peierls and test the method in the atomic limit.

Interfaces: Session | (joint session DS/CPP)
Location: H 0111

15 min. break.

DS 25.2 Wed 16:45 H 0111
Synthesis and combined experimental and theoretical char-
acterization of dihydro-tetraaza-acenes — e BERND KOoLLMANN?,
ZuoNGRUI CHEN?, DanNieEL LUrrTNeEr!, OLivier Siri?, and PETER
PuscuNic! — lInstitute of Physics, University of Graz, NAWI-Graz,
Universitétsplatz 5. 8010 Graz, Austria — 2Aix Marseille Universite,

CNRS, CINaM UMR 7325, 13288 Marseille, France

‘We present a combined experimental and theoretical study of electronic
and optical properties of dihydro-tetraaza-acenes (DHTAn). Using a
solvent-free condensation, we are able to synthesize DHTA5, DHTA6
and DHTA7 molecules. We investigate their gas-phase electronic struc-
tures of by means ab-initio density functional calculations employing
an optimally-tuned range-separated hybrid functional. By comparing
with the parent linear oligoacenes (nA) and based on computed ion-
ization potentials and electron affinities, we predict DHTAn molecules
to be more stable than acenes of the same length, where we expect
DHTAn molecules to be persistent at least up to n = 7 rings. We fur-
ther exploit the analogy with nA by analyzing the entire intramolecular
m-band structure of the DHTAn molecules. This clearly reveals that
the additional two electrons donated by the dihydropyrazine group are
delocalized over the entire molecule and contribute to its m-electron
system. As a consequence, the symmetry of the frontier orbitals of
DHTAn differs from that of the parent nA molecule. This is also illus-
trated by the UV-vis absorption spectra which have been measured for
DHTAS, 6 and 7 dissolved in dimethyl sulfoxide and analysed by means
of excited state calculations with an time-dependent DFT framework.
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DS 25.3 Wed 17:00 H 0111
photochromic phosphonic-acid diarylethene self-assembled
monolayer switches on polar ZnO surfaces — eQIANKUN
Wana!, Grovanni Licorio!, VALENTIN Diez-CaBaNEs?, DAaviD
CorniL?, Biorn Kosin?, STeEraN Hrcont?, JEROME ConinL?, EMIL
J.W. List-KrarocHviL!, and NorBerr Kocu! — llnstitut fiir
Physik, Humboldt-Universitét zu Berlin — 2Laboratory for Chemistry
of Novel Materials, University of Mons — 3Department of Chemistry,
Humboldt-Universitit zu Berlin

Here, we investigate the interfacial chemical and switching properties
of the phosphonic-acid diarylethene (PA-DAE) switch in form of a
self-assembled monolayer (SAM) on ZnO(0001) and ZnO(000-1) sur-
faces by photoelectron spectroscopy and density functional theory cal-
culations. The observed work function increase is attributed to the
introduction of a surface dipole; the binding modes of the phosphonic-
acid linker were retrieved from the deconvolution of O 1s core level
spectra, indicating the formation of mixed bidentate and tridentate
binding. The quantification of core level spectra supports the picture
of a densely packed SAM on both ZnO surfaces. Upon illumination
with ultraviolet and visible light, respectively, we observe a 0.7 eV en-
ergy level shift at the onset of the highest occupied molecular orbital
(HOMO) level of the PA-DAE molecules. This can further on be used
to reversibly switch the energy level alignment at the ZnO/PA-DAE
interface in device structures.

DS 25.4 Wed 17:15 H 0111
Investigation of sputter deposited nanostructured alloy
films on polymer surfaces — Niko CARSTENs!, ALEXANDER
Hinz!', OLEKSANDR PoLonskyi!, eTHOMAS STRUNSKUS!, MATTHIAS
SCcHWARTZKOPF2, PALLAVI PANDIT?, ANDRE ROTHKIRCH?, FRANZISKA
LOHRER®?, VOLKER KORSTGENSS, SIMON SCHAPER®, PETER MULLER-
BuscuBauM®, STEPHAN RoTn2, and Franz FauperL! — 1Chair for
Multicomponent Materials, CAU Kiel, 24143 Kiel — 2DESY, 22607
Hamburg — 3Physcis Department, TU Munich, 85748 Garching

The fabrication of functional materials with tailored plasmonic prop-
erties gained much interest in recent years. Vapor phase deposition
techniques like sputtering are an attractive approach to produce self-
assembled nanostructured films which exhibit plasmonic activity when
the effective thickness is under the percolation threshold. As the local
surface plasmon resonance can be tuned by the composition, alloy films
are of special interest. In this study, the growth of miscible (AuAg)
and immiscible (CuAg) systems on different polymer surfaces (PS and
PMMA) by magnetron sputtering has been investigated. The cor-
relation between optical properties and the stage of film growth was
examined during deposition by means of in-situ reflection UV-Vis spec-
troscopy as well as time resolved GIWAXS and GISAXS investigations
[1,2]. In addition, SEM investigations as well as ex-situ transmission
UV-Vis spectroscopy were performed after film deposition.

[1] Schwartzkopf et al., ACS Appl. Mater. Interfaces 9, 5629 (2017),
[2] Schwartzkopf et al., ACS Appl. Mater. Interfaces 7, 13547 (2015).

DS 25.5 Wed 17:30 H 0111
Anomalous Roughness Evolution of Organic Mixed Films —
e ALEXANDER HINDERHOFER, JAN HAGENLOCHER, MARTIN OETTEL,
and FRANK ScHREIBER — Institute of Applied Physics, University of
Tiibingen, Auf der Morgenstelle 10, 72076 Tibingen, Germany

The surface morphology and roughness of thin films and crystals de-
pend on competing mechanisms, which either roughen or smooth the
film surface during growth. Important roughening mechanisms, are
kinetic roughening based on shot noise and roughening due to mound
growth, which is facilitated by reduced interlayer transport, often asso-
ciated with a step edge. While these issues have been well studied for

growth of simple atomic species, comparatively little is known about
organic systems. These are expected to exhibit a fundamentally differ-
ent growth behavior, due to their different interactions (van-der-Waals)
and thus different response to strain and due to their internal degrees
of freedom.

We use in situ x-ray reflectivity and complementary atomic force
microscopy to monitor crystallinity and roughness evolution during
growth of organic binary mixtures of several compounds, i.e. pentacene
(PEN), perfluoropentacene (PFP), diindenoperylene (DIP) fullerene
(C60). A general trend of reduced roughness in the mixed films com-
pared to the pure materials is observed. We will discuss this roughness
evolution in relationship to the in-plane crystallinity of the thin films
and will show that the growth behavior can be rationalized by a, com-
pared to homoepitaxy, lowered step edge barrier for lower in-plane
crystallinity.

DS 25.6 Wed 17:45 H 0111
Grain boundaries and charge carrier diffusion in large crys-
tal MAPI thin films — eRicHARD CIESIELSKI!, FRANK SCHAFER!,
Nicorar HArRTMANN!, Napsa GiesBrecHT!, THoMmAs BEIN!, PaBLO
Docampo?, and Acamv HarrscHun! — 1Department Chemie und
Center for Nanoscience (CeNS), LMU Miinchen, Deutschland —
2School of Electrical and Electronic Engineering, Newcastle Univer-
sity, United Kingdom

Micro- and nanocrystalline methyl-ammonium lead-iodide (MAPI)-
based thin film solar cells today reach power conversion efficiencies
of up to 20%. We investigate the impact of grain boundaries on charge
carrier transport in large crystal MAPI thin films using time-resolved
photoluminescence (PL) microscopy and numerical model calculations.
While long-ranged diffusive charge carrier transport is observed within
single crystals, no transport occurs across the grain boundaries. The
observed PL transients are found to crucially depend on the micro-
scopic geometry of the crystal and the point of observation. Our ex-
perimental results show no quenching or additional loss channels due
to grain boundaries for the studied material, which thus do not nega-
tively effect the performance of derived thin film devices.

DS 25.7 Wed 18:00 H 0111
Nanoporous thin films of organic semiconductors for gas
sensing applications — eJEAN-NicorAs TISSERANT, WOLFGANG
KowaLsky, and RoBeErT Lovrincic — TU Braunschweig, Institut
fiir Hochfrequenztechnik c¢/o InnovationLab, Speyerer Str. 4 69115
Heidelberg

Organic semiconducting devices could find applications in high added-
value products such as efficient sensors for the detection of toxic
gases.(1) Nanoporous morphologies are particularly interesting in this
scope because they offer enhanced interfacial areas compared to the
corresponding planar materials. Processes such as the diffusion of an
analyte molecule to the active area of a gas sensor (2) may thus be im-
proved proportionally to the amount of interface added. We propose to
use nanoporous thin films of semiconductors in an organic field-effect
transistor (OFET) for sensing of an endocrine disruptor in air. In the
strategy that we follow, organic semiconducting molecules were self-
assembled into nanoporous 2D films following a recently developed
method.(3,4) These films were biased in an OFET configuration to
build an indirect sensor in which the non-covalent interaction between
a sensing dielectric and the target molecule modifies the electrical char-
acteristics of the transistor.

References: (1)Zhang, C., Chen, P. & Hu, W. Chem. Soc. Rev. 44,
2087-2107 (2015); (2)Zhang, F., Qu, G., Mohammadi, E., Mei, J. &
Diao, Y. Adv. Funct. Mater. 27, 17-20 (2017); (3)Tisserant, J. N. et
al. RSC Adv. 6, 23141-23147 (2016); (4)Tisserant, J.-N. et al. ACS
Appl. Mater. Interfaces 9, 27166-27172 (2017)

DS 26: Annual General Meeting of the Thin Films division

Annual Report
Time: Wednesday 18:30-19:30

60 min. break
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Location: H 0111
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DS 27: New Twists for Nanoquakes on a Chip - Emerging Applications of Surface Acoustic

Waves in Condensed Matter Physics (Focussed Session): Session |

Surface acoustic waves (SAWs) with gigahertz frequencies and micrometre size wavelength can be ele-
gantly generated using piezoelectric transducers fabricated with standard integrated circuit technology.
Their small propagation velocity, tight surface confinement, as well as low susceptibility to decoherence
and dissipation have been exploited over the past decades in numerous devices, in particular for elec-
tronic and optical signal processing. Today, the interaction of SAWs with electrical, optical, magnetic,
and mechanical excitations in condensed matter is a highly active field of research. It is driven by the
vision to harness the power of this technique in a broad spectrum of emerging applications including
advanced sensors, the control of magnetization and collective excitations, as well as the coherent interac-
tions between charge and spin excitations, photons, and phonons down to the fundamental level of single
quanta. We propose a symposium that brings together experts for emerging and future applications
of surface acoustic waves. For the proposed symposium we have identified potential speakers covering
the large palette of fields which this versatile technique is successfully applied or currently evolving
towards. These encompass nanoscale acousto-optic integrated circuits and plasmonics, the control of
single quantum systems and collective excitations in hybrid systems. Because the proposed symposium
covers a wide range of frontier research in which SAWs are employed with greatest success, it will serve
as an ideal platform for scientific exchange. Thus, it aims to foster new interactions between the different
scientific communities. Its most important goal is to introduce this exciting field of research to the many
young Masters and PhD students, and postdocs attending the joint DPG-EPS Spring meeting and gives
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them the opportunity to present contributed talks at the symposium or associated sessions.

Organized by

Hubert Krenner, Universitdt Augsburg, Germany, hubert.krenner@physik.uni-augsburg.de

Jorge Pedros, Universidad Politécnica de Madrid, Spain, j.pedros@upm.es
Chris Ford, University of Cambridge, UK, cjbf@cam.ac.uk

Time: Thursday 9:30-13:15

Invited Talk DS 27.1 Thu 9:30 H 2032
Coupling RF-driven acoustic wave devices with nanocavity
optomechanics — eKARTIK SRINIVASAN, MARCELO WU, MARCELO
Davanco, and KrisuNA BALraM — National Institute of Standards
and Technology, Gaithersburg, MD 20899, USA

Nanocavity optomechanical systems are being developed for a variety
of sensing and signal transduction applications. Optomechanical crys-
tal cavities, which co-localize optical modes within a photonic bandgap
and mechanical modes within a phononic bandgap, have been of par-
ticular interest due to the strong interactions they support. Here, I will
describe our efforts in connecting such devices to radio frequency (RF)
waves, through the development of a piezoelectric cavity optomechan-
ics platform. Frequency and time-domain characterization of devices
within this platform will be presented, as will efforts to improve the
overall efficiency of microwave-to-optical transduction.

Invited Talk DS 27.2 Thu 10:00 H 2032
Quantum Spin-Mechanics with Color Centers in Diamond —
eHAILIN WaNG — Department of Physics, University of Oregon, Eu-
gene, OR 97403, USA

Quantum acoustics is an emerging field focusing on interactions be-
tween acoustic waves and artificial atoms that can be exploited in
quantum science. Acoustic waves propagate at a speed that is five
orders of magnitude slower than the speed of light and couple to ar-
tificial atoms through mechanical processes, enabling a new paradigm
for on-chip quantum operation and communication.

Among the various artificial atoms or qubits that have been explored,
nitrogen vacancy (NV) color centers in diamond are of special interest
because of their robust spin coherence and the ease with which these
qubits can be measured and controlled. In this talk, I will discuss our
recent experimental advance in coupling NV centers to surface acous-
tic waves (SAWSs). By exploiting strain coupling to orbital degrees of
freedom, we are able to induce strong and coherent spin-mechanical
interactions with SAW amplitudes at only a fraction of a picometer.
This platform opens a new avenue for experimental exploration of spin-
based quantum acoustics, including quantum control of both spin and
mechanical degrees of freedom.

Invited Talk DS 27.3 Thu 10:30 H 2032

Acoustic Traps and Lattices for Electrons in Semiconductors

60

Location: H 2032

— MARTIN ScHUETZ!'?, eJoHANNES KNORzER!, GEzA GIEDKES?,
LIEVEN VANDERSYPEN®?, MIKHAIL LUkiN?, and IaNacio Ciracl —
I Max-Planck-Institut fiir Quantenoptik, Hans-Kopfermann-Str. 1,
85748 Garching, Germany — 2Physics Department, Harvard Univer-
sity, Cambridge, MA 02318, USA — 3Donostia International Physics
Center, Paseo Manuel de Lardizabal 4, E-20018 San Sebastian, Spain
— *Ikerbasque Foundation for Science, Maria Diaz de Haro 3, E-48013
Bilbao, Spain — 5Kavli Institute of NanoScience, TU Delft, P.O. Box

5046, 2600 GA Delft, The Netherlands

‘We propose and analyze a solid-state platform based on surface acous-
tic waves (SAWs) for trapping, cooling and controlling (charged) par-
ticles, as well as the simulation of quantum many-body systems. We
develop a general theoretical framework demonstrating the emergence
of effective time-independent acoustic trapping potentials for particles
in two- or one-dimensional structures. As our main example we discuss
in detail the generation and applications of a stationary, but movable
acoustic pseudo-lattice (AL) with lattice parameters that are recon-
figurable in situ. We identify the relevant figures of merit, discuss
potential experimental platforms for a faithful implementation of such
an acoustic lattice, and provide estimates for typical system parame-
ters. With a projected lattice spacing on the scale of about 100nm,
this approach allows for relatively large energy scales in the realization
of fermionic Hubbard models, with the ultimate prospect of entering
the low-temperature, strong-interaction regime.

Invited Talk DS 27.4 Thu 11:00 H 2032

Manipulating single electrons on the fly using a sound wave
— oCHRISTOPHER BAUERLE — Institut Neel, CNRS Grenoble

Surface acoustic waves (SAW) provide a promising platform to real-
ize quantum optics experiments with electrons at the single particle
level. Earlier single-shot experiments have shown SAW-assisted elec-
tron transport between spatially separated quantum dots over a dis-
tance of 4 ym with an efficiency of about 92 % [1,2]. Here we go an
important step further. We couple two quantum channels by a tunnel
barrier along a region of 2 yum. At the ends of each channel respec-
tively a quantum dot is placed serving as single electron source and
detector. We demonstrate single electron transport over a distance
of 22 pm with extremely high efficiency above 99 %. Changing the
energy detuning in the coupling region we can partition the electron
on-demand into two paths. By gradually changing the barrier height
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we additionally observe tunnel oscillations of the probability that the
electron ends up at the upper or the lower detector quantum dot. This
finding demonstrates coherent manipulation of the electron quantum
state on the fly. Our results pave the way for the implementation of a
solid state flying qubit having high relevance in fundamental research
and quantum information technology.

[1] Hermelin et al., Nature 477, 435-438 (2011) [2] McNeil et al.,
Nature 477, 439-442 (2011)

15 min. break.

DS 27.5 Thu 11:45 H 2032
Surface acoustic wave modulation of a coherently driven
quantum dot in a pillar microcavity — eBruno ViLLal:2,
ANnTHONY J. BENNETT!, DaviD J. P. ELLis!, James P. Leeb3,
JOANNA SKIBA-SzyMANSKAl, THoMAs A. MITCHELL?, JONATHAN
GRIFFITHSZ, IAN FARRERZ, DavID A. RiTcHIE!, CHRISTOPHER J. B.
Forp?, and ANDREW J. SHIELDS! — !Toshiba Research Europe Lim-
ited, Cambridge Research Laboratory, 208 Cambridge Science Park,
Milton Road, Cambridge CB4 0GZ, United Kingdom — 2Cavendish
Laboratory, University of Cambridge, J. J. Thomson Avenue, Cam-
bridge CB3 0HE, United Kingdom — 3Engineering Department, Uni-
versity of Cambridge, 9 J. J. Thomson Avenue, Cambridge, CB3 0FA,
United Kingdom

In this work we demonstrate the generation of a high-frequency pulsed
single-photon stream. A quantum dot embedded in a pillar microcavity
efficiently scatters photons when driven coherently with a narrow-band
continuous wave laser. Simultaneously, the transition energy is period-
ically tuned by a surface acoustic wave (SAW) propagating along the
substrate at 1 GHz. The combined action of the light and strain fields
on the quantum dot yields a periodic signal displaying anti-bunching.
In addition we are able to resolve multiple phonon sidebands in the
emission spectrum.

DS 27.6 Thu 12:00 H 2032
Surface acoustic wave regulated single photon emission of a
coupled quantum dot-nanocavity system — eMarTHiAs WEIss!,
STEPHAN KAPFINGER!, THORSTEN REICHERT?, JONATHAN FINLEYZ,
AcnuiMm Wixrorru!, MicHaEL KANIBER?, and HUBERT KRENNER!
— 1Lehrstuhl fiir Experimentalphysik 1, Universitat Augsburg, 86159
Augsburg, Germany — 2Walter Schottky Institut, TU Miinchen, 85748
Garching, Germany

Here we report on a coupled quantum dot-nanocavity system in the
weak coupling regime, that is dynamically tuned by the coherent elastic
field of a fsaw = 800 MHz surface acoustic wav (SAW).[1] The SAW
induced strain fields lead to a dynamic modulation of the cavity reso-
nance by a combination of mechanical deformation and photo-elastic
coupling and of the QD by deformation potential coupling. These ef-
fects lead to a dynamical tuning of the energy splitting between the
single QD and the cavity. By applying a phase locked stroboscopic
laser excitation scheme and the use of time and spectral resolved detec-
tion the SAW induced modulation of the interaction can be observed.
These measurements show clearly a spectral resonance between QD
and cavity at a well defined time during the acoustic cycle and the
resulting increase of the QD-cavity interaction by the Purcell effect.
This leads to a precisely timed single photon emission as confirmed by
a direct measurement of the second order photon correlation function,
g(?), at the resonance.

[1] M. Weif et al., Appl. Phys. Lett. 109, 033105 (2016)

DS 27.7 Thu 12:15 H 2032
Development of a SAW-driven source of single photons — eA.
Rusino!, T-K Hsiaol, Y. Cuunag!, S-K Son!, H. Hou!, A. NasIir?,
J Pepros®, R. T. PuiLLips!, G. ETHIER-MAJcHER!, M. STANLEY?,
M. Ararore!, K. Nianc!, G. RucnoosBur!, A. Frewrrr!, T.
MircuerL!, J. P. GrirriTus!, I. Farrer!, D. A. Rrrcuie!, and
C. J. B. Forp! — U. of Cambridge — ?The National Physical Lab-
oratory (NPL) — 3Universidad Politécnica de Madrid

We have developed devices in which both electrons and holes can be
induced in an undoped GaAs/AlGaAs well by gates to form a lateral
n-i-p junction. SAWs, generated by a transducer, collect electrons in
the n-region and transport them into the p-region where they recom-
bine with holes. If the stream is composed of single electrons, the re-
combination with holes should produce a stream of single photons We
observe light emission in DC forward bias when the voltage applied is
above the flat- band condition. Alternatively, we can bias the junction
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100 mV below the flat-band condition, so that no current flows until
a 1 or 3 GHz SAW drives a current and light emission, by pumping
electrons over the hill in the intrinsic region. We have characterised
this SAW-driven electroluminescence in the regime where less than
one electron is transported per cycle on average. Time-resolved elec-
troluminescence has been used to extract the electron recombination
time and to quantify the contributions from electromagnetic crosstalk
and the SAW. In a device without significant crosstalk, the degree of
second-order coherence, g2(0), was measured using a Hanbury Brown
and Twiss interferometer, and it shows the signature of antibunching.

DS 27.8 Thu 12:30 H 2032
SAW Transducers with Gouy Phase Adjustments for Mini-
mal Beam Waist — eMAaDELEINE Msarr!? and PaurLo SanTos?
— 1Bowdoin College, Brunswick, USA — 2Paul-Drude-Institut fiir
Festkorperelektronik, Berlin, DE

High frequency surface acoustic waves can effectively probe and control
low-dimensional electron systems. SAW provide localized control of
band structure through dynamic strain coupling that can be exploited
for switching applications or to drive transport. Applications that rely
upon SAW coupling to quasi 0-D systems (e.g., quantum dots) require
highly tuned SAW cavities with near-field focusing transducers. IDTs
are formed by electrode fingers placed on lines of equal phase, requir-
ing pattern correction for both material anisotropy and the expected
Guoy phase shift for a Gaussian beam. [1] Our models show that ap-
propriate pattern adjustments can provide significant enhancement of
local strain in sub-wavelength focal spots without frequency broad-
ening. These model improvements inspire new strategies for creating
high-Q cavities with optimized coupling between phonons and qubits.
[1] Holme, et al. 2003 DOI.org,/10.1063,/1.1590405

DS 279 Thu 12:45 H 2032
Multi-harmonic quantum dot optomechanics in fused
LiNbO3-(Al)GaAs hybrids — eEMELINE NysTEN'2, YoNc HENG
Huo®*4, Hamwong Yu®, Guo FEnG Song®, ARMANDO RASTELLI®,
and Husert J. KRENNER!2 — !Lehrstuhl fiir Experimentalphysik 1,
Universitit Augsburg, Augsburg, Germany — 2Nanosystems Initia-
tive Munich (NIM), Miinchen, Germany — 3Institute of Semiconduc-
tor and Solid State Physics, Johannes Kepler Universitat Linz, Linz,
Austria — 4University of Science and Technology of China, Shanghai,
China — 5Chinese Academy of Sciences, Beijing, China

Surface acoustic waves (SAW) are used to control the emission of quan-
tum dots (QDs) and, in particular, SAWs enable the injection of charge
carriers into the dot or the modulation of their energy levels [1,2,3].
Here we explore the possiblility to enhance the interaction between the
SAW and epitaxial GaAs QDs by tranferring them on a strong piezo-
electric LiNbOj3 substrate by epitaxial lift-off [4]. By employing multi-
harmonic transducers, we generated sound waves on LiNbO3 over a
wide range of radio frequencies. We monitored their coupling to and
propagation across the semiconductor membrane, both in the electri-
cal and optical domain. We demonstrate the enhanced optomechani-
cal tuning of the embedded quantum dots with increasing frequencies.
This effect was verified by finite element modelling of our device ge-
ometry and attributed to an increased localization of the acoustic field
within the semiconductor membrane. References: [1]Appl.Phys.Lett.
93, 081115 (2008), [2]Nano Lett. 10, 3399-3407 (2010), [3]Phys.Rev.B
88, 085307 (2013), [4]Appl.Phys.Lett. 106, 013107 (2015)

DS 27.10 Thu 13:00 H 2032
Zero-group-velocity acoustic waveguides for high-frequency
resonators — eMuHAaAMMAD HaMiDuLLAH and CinziA CALIENDO —
Institute of Photonics and Nanotechnologies, IFN-CNR, Via Cineto
Romano 42, 00156 Rome, Italy

Zero group velocity (ZGV) Lamb-like modes resonator based on a
silicon-on-insulator (SOI)/AIN suspended thin film was simulated to
design high-frequency electroacoustic resonators that do not require
metal strip gratings or suspended edges to confine the acoustic energy.
The electroacoustic standing wave can be obtained with only one in-
terdigital transducer (IDT) and no reflectors, thus reducing both the
device size and the technological complexity. The ZGV resonant con-
ditions in the SOI/AIN composite plate, i.e. the frequencies where the
mode group velocity vanishes while the phase velocity remains finite,
were investigated in the frequency range from few hundreds of MHz up
to 1900 MHz with the wavelength range from 50 um to 22 um. Phase
velocity at ZGV resonant condition (>15000m/s) is higher than bulk
longitudinal phase velocity. By reducing the film thickness and the
wavelength in sub-micrometer range, ultra-high frequency resonator
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with a resonant frequency higher than 10 GHz can be achieved. Fur-
thermore, as the energy is locally trapped in the source area, these
modes are expected to be highly sensitive to the plate thickness and

mechanical properties changes, therefore, can be exploited for sensing
application.
Keyword: Lamb wave, thin film, zero group velocity, SOI, AIN

DS 28: 2D materials: Chalcogenides Il (joint session HL/DS)

Time: Thursday 9:30-13:15

DS 28.1 Thu 9:30 A 151
Excitation-induced transition from direct to indirect band
gaps in monolayer TMDCs — eDaNIEL ErRBEN!, ALEXANDER
SteiNnHOFF!, TiMm WEHLINGD 2, CurisTopHER Gies!, and FRANK
Jaunke! — lInsitute for Theoretical Physics, University of Bremen,
Germany — 2Bremen Center for Computational Materials Science,

University of Bremen, Germany

Monolayer transition metal dichalcogenides (TMDCs) are atomically
thin semiconductors with a direct band gap, which allows their use as
active material in optoelectronic devices. Often photoluminescence or
photoemission spectroscopy experiments are employed for the charac-
terization of TMDCs. Via laser pulse excitation these methods provide
excited charge carriers that populate the valleys of the band structure.
The Coulomb interaction of these excited carriers causes strong many-
body renormalizations in the band structure, which consequently shift
the valleys and the excitonic resonances by several hundred meV.

In this talk we give detailed insight into the many-body effects in mono-
layer MoS2, MoSez, WSz and WSes by evaluating the semiconduc-
tor Bloch equations including DFT-band structures and interaction-
matrix elements. This provides a precise description for the interplay
of the Coulomb interaction with the electron and hole populations.
We describe the impact of these effects on the K- and X-valley in the
band structure. Our calculations show a clear tendency to a direct-
to-indirect band gap transition due to the renormalizations. Being
reminiscent of the effect of strain on monolayers, this transition should
also lead to a quenching of the photoluminescence.

DS 28.2 Thu 9:45 A 151
Microscopic description of localized quantum-dot-like states
in MoS2 nanobubbles — eCHRISTIAN CARMESIN, MATTHIAS FLO-
RIAN, MicHAEL LoORkE, DANIEL ERBEN, and FRANK JAHNKE — In-
stitute for Theoretical Physics, University of Bremen, Germany

Atomically thin layers of transition metal dichalcogenides (TMDCs)
have emerged as a new class of optically active materials with recent
applications reaching into the quantum-information technologies. The
systematic engineering of local confinement potentials opens the possi-
bility of the deterministic generation of single-photons. A possible plat-
form are TMDC nanobubbles that develop if air is enclosed during the
stacking of layers. We report on results of atomistic tight-binding cal-
culations of different sizes and height-to-diamter ratios of these nanos-
tructures and show that the formation of confined quantum-dot-like
single-particle states is caused by an interplay of strain and dielectric
screening.

DS 28.3 Thu 10:00 A 151
Optical properties of TMDC semiconductors in the 1,55pum
telecom wavelength range — eMicHAEL LORKE and FRANK
JAHNKE — Institute fiir theoretische Physik, Universitat Bremen

In the context of the current interest in atomically thin semiconduc-
tors, we study optical properties of highly excited and/or highly doped
transition-metal dichalcogenides (TMDCs). We show that under such
excitation conditions, transitions between the first and higher con-
duction bands are possible. These transitions are analogous to inter-
subband transitions in conventional quantum well devices. In this
work we discuss the carrier density and temperature dependence of
such transitions and show that they can be tuned into the techno-
logically relevant 1,55pum telecom wavelength range. This opens the
possibility to utilize TMDCs in novel devices ranging from quantum
cascade lasers to novel infra-red photodetectors.

DS 28.4 Thu 10:15 A 151
Coupling of a monolayer of WSe2 to an InGaP bullseye cav-
ity — eOLIVER IFr!, VasiLiy Baumann!, MoNikA EMMERLING!,
MAaRcELO Davanco?, KARTIK SRINIVASAN?, SvEN HorerLing!:3,
and CHRISTIAN ScHNEIDER! — !Technische Physik, Universitaet

Wuerzburg, Am Hubland, Wuerzburg, Germany — 2Center for
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Location: A 151

Nanoscale Science and Technology, National Institute of Standards
and Technology, Gaithersburg, Maryland, U.S.A. — 3SUPA, School of
Physics and Astronomy, University of St Andrews, St Andrews, UK

Photonic cavities based on circular gratings can be used to enhance
the emission of optically active materials. Here, we investigate the
optical properties of such a cavity consisting of centric rings of InGaP
which are completely surrounded by air, forming a floating membrane.
The characterization was done via photoluminescence measurements
using embedded quantum dots as light source and spatially mapping
out the near field emission. Strikingly, the grating membrane can also
be transferred via the dry-stamp method onto a given substrate with-
out disturbing its optical modes and therefore opening up new ways of
building coupled systems. Furthermore, the structures are optimized
for wavelengths near 750nm, making it suitable for coupling to different
kinds of 2D materials like WSe2 or MoSe2. A monolayer of WSe2 has
been transferred onto the cavity showing improved photoluminescence
of the charged exciton right at the centre position. This enables a new
path to couple monolayer of 2D materials to photons in order to gain
access to quantum electrodynamic effects including strong light-matter
coupling.

DS 28.5 Thu 10:30 A 151
and bilayer MoTes

in mono-
ROBERT SCHNEIDER2, ALEXANDER W.

Exciton-phonon coupling

— eSopPHIA HELMRICH!,

AcHTsTEIN', AsuisH ARrora2, BastiaNn HEgrzoc!, STEFFEN
MICHAELIS DE VASCONCELLOS2, Mirco Korarczik!, OLIVER
Scuops!, RupoLr BrarscuiTscH?, ULRIKE Woccon!, and NiNa

OwscHIMIKOW! — lInstitut fiir Optik und Atomare Physik, Tech-
nische Universitidt Berlin, Germany — 2Physikalisches Institut, West-
falische Wilhelms-Universitat Miinster, Germany

We investigate excitonic transitions of mechanically exfoliated mono-
layer and bilayer molybdenum ditelluride (MoTez) by temperature-
dependent photoluminescence spectroscopy. Based on identical scaling
of the excitonic optical bandgap and the integrated area of the emission
with temperature we conclude that ML and BL MoTe2 have similar
band alignment and excitonic behavior. Our experiments show that
for identical excitation laser power the bilayer yields twice the inten-
sity as the monolayer unlike for other transition metal dichalcogenides.
From the emission lines we extract key parameters for exciton-phonon
coupling processes demonstrating an unusually small coupling with
acoustical phonons of v, = (28 £4) ueVK ™! and (14 £ 4) ueV K1
for ML and BL. MoTes, respectively, where the interactions with longi-
tudinal optical phonons of I'r,o = (40.1+5.6) meV ((86.4+12.6) meV)
for ML (BL) MoTey are comparable to values of other TMDs. These
observations make MoTes an attractive and robust material with a
large luminescence yield for applications in the technically relevant
near-infrared region.

DS 28.6 Thu 10:45 A 151
Giant Gap-Plasmon Tip-Enhanced Raman Scattering of
MoS2 Monolayers on Au Nanocluster Arrays — eMAHFUJUR
RAHAMAN!, ALEXANDER G. MILEKHINZ3 E. E. RobpvakiNna23 A,
V. Larysuev?3, VoLobpymyR M. Dzuacan!'+4, and DieTricH R.T.
ZAuN! — 1Semiconductor Physics, Chemnitz University of Technol-
ogy, D-09107, Chemnitz, Germany — 2Novosibirsk State University,
Pirogov 2, 630090, Novosibirsk, Russia — 3Rzhanov Institute of Semi-
conductor Physics RAS, Lavrentiev Ave. 13, 630090, Novosibirsk, Rus-
sia — 4V. Lashkaryov Institute of Semiconductors Physics, Nat. Acad.
of Sci. of Ukraine, 03028, Kyiv, Ukraine

We present the results on a gap-plasmon tip-enhanced Raman scat-
tering study of MoS2 monolayers deposited on a periodic array of Au
nanostructures on a silicon substrate forming a two dimensional (2D)
crystal / plasmonic heterostructure. We observe a giant Raman en-
hancement of the phonon modes of the MoS2 monolayer located in
a plasmonic gap between Au tip apex and Au nanoclusters. Tip-
enhanced Raman (TER) mapping allowed us to determine the gap-
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plasmon field distribution responsible for the formation of hot spots.
These hot spots provided an unprecedented giant Raman enhancement
of 5.6 * 108 and a spatial resolution as small as 2.3 nm at ambient con-
ditions. Moreover, due to strong hot electron doping in the order of
1.8 * 1013 cm-2, we observed a structural change of MoS2 from 2H to
1T phase. Thanks to the very good spatial resolution, we were able to
spatially resolve those doping sites. Our results open the perspectives
of optical diagnostics in nanoscale for many other 2D materials.

DS 28.7 Thu 11:00 A 151
Doping dependent photoluminescence of ML WSe2 — JHIH-
SiaNn Tu, eSVEN BORGHARDT, DETLEV GRUTZMACHER, and BEATA
KAaRrRDYNAL — Peter Griinberg Institute 9 (PGI-9), Forschungszentrum
Jiilich, Germany

While free exciton states of monolayer transistion meatal dichalco-
genides are well understood, photoluminescence spectra of WSe 2
contain number of low energy features that are not understood and
collectively referred to as localized states. Such signal is not observed
in spectra of materials with the lowest energy state being bright for
example in the spectra of monolayer MoSe 2. In order to shed light
on the origin of the sub-bandgap emission from WSe 2, we measured
low temperature photoluminescence at a very wide range of both elec-
tron and hole doping levels. The spectra appear rich in structure
which is very strongly doping dependent. The spectral, polarization
and spatial correlations between the long wavelength emission features
with the signal from the recombination of the bright exciton and trion
states are consistent with the brightening of momentum-dark states
either by phonon-mediated processes or by interactions of excitons
with electrons or plasmons. Unexpectedly, while majority of the spec-
tral features share polarization properties of excitons and trions, some
show cross-polarization with the excitation laser.

15 min. break.

DS 28.8 Thu 11:30 A 151
Effective theory of monolayer TMDC double quantum dots
— @ ALESSANDRO DaviD, ANDOR KorMANYOS, and GUIDO BURKARD
— Department of Physics, University of Konstanz, D-78464, Germany

Monolayer Transition Metal Dichalcogenides (TMDCs) are promising
candidates for the creation of quantum dots, because they are truly
two-dimensional semiconductors with a direct band gap. One of their
features is an intrinsic spin-orbit interaction that splits the spins in
the conduction and valence band. In this work, we analyse theoreti-
cally the behaviour of a double quantum dot (DQD) system created
in the conduction band of these materials, with two electrons in the
regime of the (1,1) charge configuration. Motivated by recent experi-
mental progress, we consider several scenarios, such as when the spin
splitting is different in the two dots or when the the valley degeneracy
in the TMDC is removed due to a ferromagnetic insulator substrate.
Finally, we discuss in which cases it is possible to reduce the low en-
ergy subspace to the lowest Kramer’s pairs, where novel interactions
appear.

DS 28.9 Thu 11:45 A 151
transport properties of high-quality ultrathin two-
dimensional superconducting Mo2C crystals and Het-
erostructures — eN. KaNc!, L.B wanc!l, c. xu2, s. soncl, and
w.c. REN? — Peking University, Beijing, P. R. China. — 2Institute
of Metal Research, Shenyang, P. R. China.

There is particularly interesting in the studies on highly crystalline
2D superconductors. Recently, we have obtained high-quality ultra-
thin Mo2C crystals and graphene/Mo2C heterostructures by means of
chemical vapor deposition method [1-3]. Here, we report on transport
measurements on superconducting Mo2C crystals and heterostructures
in the 2D limit. We observe magnetoresistance (MR) oscillations and
negative MR at low magnetic fields for temperature far below super-
conducting transition temperature[2,3]. We discuss that these anoma-
lous behaviors can be understood quantitatively by including the ef-
fects of inhomogeneous superconducting phase and quantum fluctu-
ations. For graphene/ Mo2C heterostructures, we demonstrate the
realization of highly transparent Josephson junction devices based on
these strongly coupled heterostructures|3].

[1]. C. Xu, L. B. Wang, Z. B. Liu, L. Chen, J. K. Guo, N. Kang*, X,
L. Ma, H. M. Cheng, and W. C. Ren*, Nature Mater, 14, 1135(2015).

[2] L. B. Wang, C. Xu, Z. B. Liu, L. Chen, X, L. Ma, H. M. Cheng,
W. C. Ren*, and N. Kang*, ACS NANO, 10, 4504(2016).
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[3] C. Xu, S. Song, Z. B. Liu, L. Chen, L. B. Wang, D. X. Fan, N.
Kang*, X, L. Ma, H. M. Cheng, and W. C. Ren*, ACS NANO, 11,
5906 (2017).

DS 28.10 Thu 12:00 A 151
Nanoplatelets - a material system between strong confine-
ment and weak confinement — eMARTEN RICHTER — Institut fiir
Theoretische Physik, Technische Universitdt Berlin, Germany

Recently grown CdSe Nanoplatlets are often described to have a sim-
ilar electronic structure as two-dimensional quantum wells and are
promoted as colloidal quantum wells with monolayer precision width.
Here we show, that nanoplatelets are not ideal quantum wells, but
cover (depending on their size a strong confinement) an intermediate
and a Coulomb interaction dominated regime [1|. For the analysis we
show results from a solution of the full four dimensional exciton wave
function and analyze different confinement regimes.
[1] Phys. Rev. Materials 1, 016001 (2016)

DS 28.11 Thu 12:15 A 151

Giant magnetic splitting inducing near-unity valley po-

larization in van der Waals heterostructures — ePHILIPP
NacLER!, MARIANA V. BaLLOoTTINZ, ANATOLIE A. MITIOGLUZ,
FaBIAN MoosaaMMER!, Jonannes HorLer!, Jonas ZipreLl,

MicHAEL KEmPF!, NicoLa Parapiso!, CHRIsSTOPH STRUNK!, Ru-
PERT HUBER!, ALEXEY CHERNIKOV!, PETER C. M. CHRISTIANENZ,
CHRISTIAN ScHULLER!, and Toias Korn! — IDepartment of
Physics, University of Regensburg, Regensburg, Germany — 2High
Field Magnet Laboratory (HFML), Radboud University, The Nether-

lands

Atomically thin van der Waals heterostructures enable solid-state sys-
tems in the ultimate thickness limit. Type II band alignment of tran-
sition metal dichalcogenides (TMDCs) leads to the formation of inter-
layer excitons, which stem from spatially separated electron-hole pairs.
These species are highly promising for future valleytronic devices since
they combine ultra-long lifetimes with the peculiar spin-valley physics
of the constitutent monolayers. Here, we demonstrate strong magnetic
coupling of interlayer excitons in a WSea /MoSez heterostructure to an
external magnetic field up to 30 T. The observed g factor of -15 by far
exceeds typical values of the g factor in TMDC monolayers and enables
near-unity valley polarization of long-lived interlayer excitons at high
fields. Our findings can be made plausible by taking into account the
AB-stacking configuration of the heterostructure where K+ and K—
valleys align in momentum space, leading to spin-allowed inter-valley
optical transitions.

DS 28.12 Thu 12:30 A 151
Effective passivation of ultra-thin layers of InSe to enhance
electrical properties — eHimani ArRoral2, YounNcHUN Junc3,
SancHooN CHAE?, DANIEL RHODES?, GHIDEWON AREFE®, TAKASHI
TanicucHr?, James Hone3, and Arrur ErBE! — l1Helmholtz-
Zentrum Dresden-Rossendorf, Bautzner Landstrasse 400, 01328 Dres-
den, Germany — 2Technische Universitdt Dresden, 01062 Dresden,
Germany — 3Department of Mechanical Engineering, Columbia Uni-
versity, New York, NY, 10027, USA — 4Advanced Materials Labora-
tory, National Institute for Materials Science, 1-1 Namiki, Tsukuba,
305-0044, Japan

We report electrical properties of ultrathin layers of Indium Selenide
(InSe), a member of the ITI-VI chalcogenides family, which has shown
a mobility two orders of magnitude higher than MoS2, alongside better
stability than black phosphorus.

InSe has light electron effective mass and high mobility enabling its
usage for fast, high performance electronics. State-of-the-art InSe tran-
sistors reported so far, consist of 6 nm thick InSe flake contacted using
graphene edge contacts and reaching a mobility of 1500 cm2V-1s-1 at
RT in top-gate configuration. However, InSe being an air-sensitive
material loses its conductance over time, resulting the transistor to
become unfunctional.

In this study, we report an InSe-based transistor fully encapsulated
in h-BN layers which enhanced its electrical properties compared to an
un-encapsulated device. The transistor reached a high Hall mobility
at RT, while retaining its performance for a long period of time.

DS 28.13 Thu 12:45 A 151

Impact of layer separation on the optoelectronic proper-

ties of van der Waals heterostructures — eMaLTE HARTMANN,
MATTHIAS FLORIAN!, ALEXANDER STEINHOFF!, FRANK JAHNKE!,

JuLiaN KLEIN?, ALEXANDER HOLLEITNER?, JONATHAN FINLEYZ,
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Tmm WEeHLING!, MicHAEL KaNiBERZ, and CHRIsTOPHER GIes! —
Hnstitut fiir theoretische Physik, Bremen, Deutschland — 2Walter
Schottky Institut, Miinchen, Deutschland

Dielectric screening plays an important role in the field of atomically
thin transition-metal dichalcogenides (TMDs) and van der Waals het-
erostructures consisting of stacked 2D-materials. In each layer the
field lines of the Coulomb interaction are screened by the adjacent ma-
terial, which reduces the single-particle band gap as well as binding
energies of exciton complexes and can be used to tailor the optoelec-
tronic properties. By combining an electrostatic model for a dielectric
hetero-multi-layered environment with semiconductor many-particle
methods, we demonstrate that the electronic and optical properties
are sensitive to the interlayer distances on the atomic scale. Spec-
troscopical measurements in combination with a direct solution of a
three-particle Schrédinger equation reveal trion binding energies that
correctly predict recently measured interlayer distances.

DS 28.14 Thu 13:00 A 151
Band Gaps and Carrier Relaxation in Thin Films of ZrSs3
— eCHRISTOPHER BELKE!, Sonia LocMELIs2, JonaNNEs C. RopE!,
HeENNRIK ScuMIDT!, BasTiaN Horpe?, PETER BEHRENS?, and ROLF
J. Have! — lInstitut fiir Festkorperphysik, Leibniz Universitét

Hannover, 30167 Hannover, Germany — 2Institut fiir Anorganische
Chemie, Leibniz Universitdt Hannover, 30167 Hannover, Germany

New varieties of two-dimensional crystals [1] are currently getting into
focus of the material sciences. An example for such layered materials
are Transition Metal Trichalcogenides. Here we study the compound
ZrSs: bulk crystals were synthesized by chemical gas transport; stoi-
chiometry and structure were verified by powder X-ray diffractometry
and energy-dispersive X-ray spectroscopy (EDX), and analyzed by ab-
sorption measurements. The latter indicate an indirect bandgap of
about 1.8¢eV and a direct bandgap of 2.3 eV, which differ slightly from
literature values [2,3]. Thin flakes are exfoliated and contacted. Con-
ductivity measurements are investigated in response to illumination
with LEDs of different wavelengths. We observe a pronounced rise
in conductivity between 2.1eV and 2.4 eV which is in good agreement
with the direct bandgap found in the absorptions measurements. Mea-
surements of charge carrier relaxation are described by a power-law
dependence and reveal unexpectedly long relaxation times.

[1] A. K. Geim, I. V. Grigorieva, Nature 499, 419-425 (2013).

[2] M. Abdulsalam, D. Joubert, Eur. Phys. J. B. 88, 177 (2015).

[3] Y. Jin, X. Li, J. Yang, Phys. Chem. Chem. Phys. 17, 18665
(2015).

DS 29: Lithography lll: Lithography and Structuring (joint session KFM/DS)

While high-resolution 2D lithography and structuring is relatively mature and also widely applied in
industrial processes, work on its 3D variant is mostly focusing on fundamental aspects and process
development. At the lower edge of possible 3D feature dimensions, certainly methods such as electron
beam induced deposition, non-linear multi-photon-laser lithography and thermal scanning probe lithog-
raphy techniques are required. This session discusses most of these dedicated 3D methods in detail.
For the fabrication of complex 2D and 2.5D patterns, advanced electron beam and X-ray methods are
continuously developed further. In addition, new methods such as high resolution Talbot lithography
for relatively large areas are already entering industrial maturity. This session also discusses some of
the latest developments in this field of binary lithography.

Organizer: Robert Kirchner - Technische Universitit Dresden

Time: Thursday 9:30-12:50

Invited Talk DS 29.1 Thu 9:30 EMH 025
3D Nanoprinting via Focused Electron Beams — eHARALD
Prank®2, RoBerr WINKLER!2, JasoN FowrLkes®?, and PHILIP
Rack®% — lnstitute for Electron Microscopy and Nanoanalysis Graz
University of Technology, 8010 Graz, Austria — 2Graz Centre for Elec-
tron Microscopy, 8010 Graz, Austria — 3Center for Nanophase Mate-
rials Sciences, Oak Ridge National Laboratory, Oak Ridge, Tennessee
37831, USA — “Department of Materials Science and Engineering,
University of Tennessee, Knoxville, Tennessee 37996, USA

3D-printing of functional structures has emerged to an important tech-
nology in research and development. While being reliable on the mi-
cro and sub-micron scale, it becomes very challenging when aiming for
nano-sized geometries. Among the very few direct-write techniques on
that scale, Focused Electron Beam Induced Deposition is one of the
promising candidates as this technology has recently done tremendous
steps forward. In particular, this technology allows additive fabri-
cation of complex, freestanding 3D nano-architectures on almost any
material and surface morphology, which enables entirely new 3D nano-
applications (e.g. plasmonics, artificial spin-ice or nano-probes). The
contribution starts with an introduction of FEBID and sheds light on
recent progress, which leverages this technology from a scientifically
oriented fabrication tool into the status of a reliable and predictable
3D-nanoprinter. In the following, several applications are discussed to
demonstrate the new possibilities of this generic fabrication technol-
ogy. Finally, the talk gives an overview of ongoing activities together
with future perspectives beyond current limitations.

DS 29.2 Thu 10:00 EMH 025
3D printing at the diffraction limit: sample injection for time-
resolved serial crystallography — eMicHaAEL HEymMANN — MPI
of Biochemistry, Am Klopferspitz 18, 82152 Martinsried

Continuous injection using the Gas Dynamic Virtual Nozzle (GDVN)

is a proven sample delivery method for biological imaging using X-ray
free-electron lasers. However, many important aspects of GDVN func-
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tionality have yet to be thoroughly understood and/or refined due to
fabrication limitations. We report the application of 2-photon poly-
merization as a form of high-resolution 3D printing to fabricate GDVNs
with submicron resolution. This allows rapid prototyping of a wide
range of nozzle designs from standard CAD drawings to iteratively op-
timize crucial dimensions for optimal performance. To understand en-
zyme catalysis and protein conformational changes at the atomic scale,
we pioneered mixing-injectors for time-resolved structural biology to
record molecular movies of substrate turn-over. We experimentally
validate 3D print accuracy, as well as fluid mixing dynamics using
X-ray tomographic imaging. We developed mixing-injectors to mix
nanocrystals with substrate and to subsequently deliver them into the
X-ray interaction region just milliseconds after mixing. This method
can determine the structures of transient states and thereby kinetic
mechanisms. In a proof of principle experiment, we could follow the
catalytic reaction of the M. tuberculosis 5-lactamase with the 3rd gen-
eration antibiotic ceftriaxone by time-resolved serial crystallography
with millisecond to second time resolution at 2A spatial resolution.

DS 29.3 Thu 10:20 EMH 025
Fabrication of superior 2D and 3D nano-devices using
NanoFrazor lithography — Corin Rawrings!, ArmiN KnoLL?,
FeLix HovLzNer!, and eZuENGMING WUl — 1SwissLitho AG, Zurich,
Switzerland — 2IBM Zurich, Switherland

Thermal scanning probe lithography (t-SPL) has recently entered the
lithography market as first true alternative or extension to electron
beam lithography (EBL). The first dedicated t-SPL systems, called
NanoFrazor, have been installed at research facilities in Europe, Amer-
ica, Asia and Australia by the company SwissLitho.

The application range for this new nanofabrication capability is
broad and will be demonstrated with the discussion of a selection of
examples. Applications that are enabled by the nm-precise 3D pat-
terning include 3D phase plates and finely tuned coupled Gaussian op-
tical microcavities. Furthermore, 3D shaped nanofluidic confinements
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have been used to precisely control the movement of nanoparticles
and nanowires. The high resolution 2D capability was applied e.g.
to shape complex plasmonic structures. Furthermore, several superior
nanoelectronic devices will be shown. Such devices are predominantly
made from randomly dispersed nanowires or 2D materials. Therefore,
they benefit strongly from the unique markerless overlay capability
of the NanoFrazor lithography, but also from the fact that actually
no charged particle beam is used during lithography, which can often
damage sensitive materials. Finally, a few examples are shown, how
the heated tips are also used for direct modification of surfaces by
triggering of a local phase change or a chemical reaction.

DS 29.4 Thu 10:40 EMH 025
Innovations in photoresists and photopolymers for 2D / 3D
micro and nano fabrication — eANJA VoigT, CHRISTINE SCHUS-
TER, JAN KLEIN, ARNE SCHLEUNITZ, and GABI GRUTZNER — micro
resist technology GmbH, Koepenicker Str. 325, 12555 Berlin, Germany

Different methods for the manufacture of high resolution 2D and 3D
features require a wide range of material solutions based on innova-
tive photoresists and photopolymers. As a commercial resist supplier,
micro resist technology aims at providing such solutions tailored for di-
verse lithography processes, comprising both materials and technology
support. The following highlights will be presented:

E-beam lithography is a versatile patterning method for the gener-
ation of high resolution nano-patterns. Combining stepwise greyscale
exposure and pattern reflow with a positive tone resist results in
greyscale patterns of small dimensions.

Greyscale UV lithography of up to 100 micron thick resist films, ei-
ther by direct laser writing or by conventional mask aligner exposure
and a greyscale mask, can generate very deep greyscale micro-patterns.
Both very thick films, and considerably smaller pattern features includ-
ing sharp tips have been successfully fabricated using this technique.

Laser interference lithography is another method which allows the
manufacture of nanoscale patterns * periodic patterns even on very
large substrates. Whereas two photon absorption (2PA) allows the
generation of real 3D patterns at micro and nanoscale.

The development of photoresist and photopolymer materials tailored
to meet the requirements of the specific technologies will be presented.

20 min. break

Invited Talk DS 29.5 Thu 11:20 EMH 025
Diffractive X-ray Optics for Synchrotrons and Free Electron
Lasers - a challenge from the lithographer’s point of view —
e CHRISTIAN DAvID — Paul Scherrer Institut, Villigen, Switzerland

X-rays are excellent probes for the investigation of matter using scat-
tering, imaging and spectroscopic techniques, offering high penetration
capability, spatial and temporal resolution, along with elemental and
chemical sensitivity. Accelerator-based photon sources play a key role
in these analytical techniques as they offer beams with unique bril-
liance.

This presentation will give an overview on developments of x-ray
instrumentation and experimental techniques based on diffractive op-
tics. These optical elements are designed for short wavelength radi-
ation ranging from the vacuum ultraviolet to hard x-rays and play a
key role in the shaping, direction, and detection for a variety of ex-
periments. The key challenges lie in the fabrication of the diffractive
structures by advanced nanolithography techniques, as they need to
provide dimensions and placement accuracies down to the nanometer
scale.

Many applications of these devices include x-ray imaging techniques.
The x-ray optics developed at PSI provide spatial resolution down to
the 10 nm range, and are designed exploit phase contrast mechanisms
or spectroscopic information. Moreover, recent developments of optics
for beam splitting and the manipulation of x-ray wave fronts open up
new opportunities for time resolved measurements of ultra-fast pro-
cesses at x-ray lasers.

DS 29.6 Thu 11:50 EMH 025

A high contrast multilayer process for electron beam lithog-
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raphy using different developers — ePHILIP TREMPLER!, FRANK
HevroTH?, MarTHIAS ScHIRMERS, CHRISTIAN KAaISErR3, ToBIas
Mar®, and Georc ScHMmIDT!2 — lInstitut fiir Physik, Martin-
Luther Universitdt Halle-Wittenberg, 06099 Halle (Saale), Germany
— 2Interdisziplinires Zentrum fiir Materialwissenschaften, Martin-
Luther Universitat Halle-Wittenberg 06099 Halle (Saale), Germany
— 3ALLRESIST GmbH, Am Biotop 14, 15344 Strausberg, Germany

We have developed a new multilayer resist system for the fabrication
of three-dimensional nanostructures in a one-step electron beam ex-
posure. The multilayer resist consists of three layers with different
sensitivity and different process chemistry. The sensitivity of the three
layers to different respective developers allows a very large controllable
undercut in the middle layer. The low sensitivity bottom layer can be
patterned in high detail almost independent from the pattern exposed
in the two layers on top. At acceleration voltage of 30 kV the resist is
ideally suited for the fabrication of for example T-gate structures by
lift-off in a high reliability process with a very large process window.

DS 29.7 Thu 12:10 EMH 025
Fabrication of metal nanostructures with focused X-rays —
e ANDREAS SPATH, FLORIAN VoLLNHALS, FAN Tu, HUBERTUS MAR-
BACH, and RAINER H. FINk — Lehrstuhl fiir Physikalische Chemie 11,
Friedrich-Alexander Universitdt Erlangen-Niirnberg, Egerlandstr. 3,
D-91058, Erlangen, Germany

Focused X-ray beam induced deposition (FXBID) is a novel technique
for the fabrication of metallic nanostructures by illuminating gas phase
precursors with focused soft X-rays in a zone plate based scanning
transmission X-ray microscope (STXM). With this technique we have
been able to produce localized Co and Mn nanostructures with growth
rates and purity competitive with electron beam induced deposition
(EBID) [1,2]. We demonstrate that our approach exhibits significant
selectivity with respect to incident photon energy leading to enhanced
deposition for resonant excitation of the precursor molecule. This
finding opens a new field of photon energy selective deposition from
precursor mixtures and deposition from various precursors within one
production cycle. The impact of several deposition parameters on the
growth rate, such as illumination time and precursor pressure are dis-
cussed with respect to a deeper understanding of deposition processes
and optimization of the procedure. Furthermore, we discuss routes to
the formation of magnetic deposits by in-situ cleaning techniques (e.g.,
co-dosing of reactive gases or annealing). The project is funded by the
BMBF (056 K16WED).
[1] A. Spéth et al., RSC Advances, 2016, 6, 98344.
[2] F. Tu et al., J. Vac. Sci. Technol. B, 2017, 35(3), 031601.

DS 29.8 Thu 12:30 EMH 025
Printing Uniform Periodic Structures over Large Areas with
Displacement Talbot Lithography — eHarun SorLak — EU-
LITHA AG, 5416 Kirchdorf, Switzerland

High-resolution periodic patterns such as linear gratings or two-
dimensional arrays are required in many applications. This is espe-
cially true in photonics, where optimized interaction of light with peri-
odic nanostructures enables creation of new or higher performance de-
vices such as LEDs, lasers, photovoltaic cells, sensors and LCD screens.
In such applications, patterns with periodicity approximately in the
0.1-1micrometer-range need to be printed on device surfaces. Current
lithographic methods face significant challenges in terms of technical
feasibility or cost in meeting the requirements. The recently introduced
Displacement Talbot Lithography (DTL) method allows uniform print-
ing of periodic patterns in a non-contact, proximity scheme [1]. The
technique enables patterning on non-flat surfaces and in thick pho-
toresist films up to the highest resolution possible at a given exposure
wavelength. Photolithography systems specially designed to perform
DTL exposures are now available and they find increasing use in vari-
ous academic and industrial applications [2-3]. The capabilities of this
new tool will be introduced with examples of applications. 1. H. So-
lak, C. Dais, F. Clube, Optics Express, Vol. 19, p. 10866 (2011). 2.
H. Le-The, et al, Adv. Mater. Technol. 2017, 2, 1600238. 3. P. M.
Coulon, et al Phys. Status Solidi B, 1700445.
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DS 30: Focus Session: Frontiers of Electronic-Structure Theory: Correlated Electron Materials
VI (joint session O/MM/DS/TT/CPP)

Organizers: Silke Biermann, Ecole Polytechnique, Palaiseau cedex, France; Paul R. Kent, Oak Ridge
National Laboratory, USA; Matthias Scheffler, Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin

(Synopsis provided with part I of this session)
Time: Thursday 10:30-12:45

DS 30.1 Thu 10:30 HL 001
Core-level spectroscopy with the GW approximation —
eDoroTHEA GoLzZE and PATrICK RINKE — Department of Applied
Physics, Aalto University, Espoo, Finland

Inner-shell spectroscopy is an important tool to characterize molecules,
liquids and adsorption processes at surfaces. We present a new, accu-
rate method for computing X-ray photoelectron spectra based on the
GW approximation that overcomes the limitations of density func-
tional theory based approaches. Green’s function theory in the GW
approximation has become the method of choice for addition and re-
moval energies of valence electrons in solids and is now increasingly
being applied to molecules. However, GW core-level spectroscopy has
thus far not received any attention. In most GW implementations, the
self-energy is computed in the imaginary frequency domain followed by
an analytic continuation to the real frequency axis. However, our calcu-
lations show that the analytic continuation becomes highly inaccurate
for frequencies far away from the Fermi level and is not suitable for the
computation of core excitations. Thus, we evaluate the self-energy on
the real-frequency axis using the contour deformation (CD) technique.
We implemented CD in combination with a resolution-of-the-identity
approximation for the screened Coulomb interaction in the FHI-aims
program package. Test calculations reveal that our implementation re-
produces Turbomole reference calculations [1] perfectly. Furthermore,
we present benchmark studies of small and medium-sized gas-phase
molecules and discuss the potential of our method for more complex
systems. [1] M. J. van Setten et al. JCTC, 2013, 232

DS 30.2 Thu 10:45 HL 001
GW and beyond from matrix resolvents — eJAN GESENHUES!,
DwmiTri NaBok?, MicHAEL RoHLFING!, and CLauDpIA DRraxL2
Hnstitut fiir Festkorpertheorie, Westfilische Wilhelms-Universitit,
48149 Miinster, Germany 2Theoretische Festkdrperphysik,
Humboldt-Universitidt zu Berlin, 12489 Berlin, Germany

Typically GW calculations make use of either plasmon pole models
or numerical integration in order to determine the screened Coulomb
interaction W. We demonstrate how to obtain an analytical represen-
tation of W with the help of a matrix resolvent and present some
standard GW results which have been obtained with the method. The
analytical W is a useful starting point for subsequent calculations in-
volving vertex corrections. On the other hand, the matrix resolvent
technique itself can be applied upon a BSE-like equation of motion for
the polarizability to include vertex corrections.

DS 30.3 Thu 11:00 HL 001
Electron-Magnon Scattering in Elementary Ferromagnets
from First Principles: Lifetime Broadening and Kinks —
Mathias C. T. D. MULLER, e CHRISTOPH FRIEDRICH, and STEFAN
BLUGEL — Peter Griinberg Institut and Institute for Advanced Simu-
lation, Forschungszentrum Jilich and JARA, 52425 Jilich, Germany

We study the electron-magnon scattering in bulk Fe, Co, and Ni within
the framework of many-body perturbation theory implemented in
the full-potential linearized augmented-plane-wave method. Starting
from the GW approximation we obtain a Bethe-Salpeter equation for
the two-particle (electron-hole) Green function, where single-particle
Stoner excitations and collective spin-wave excitations (magnons) are
treated on the same footing. We employ the solution of the Bethe-
Salpeter equation to construct a self-energy that describes the scatter-
ing of electrons and magnons. The resulting renormalized electronic
band structures exhibit strong spin-dependent lifetime effects close to
the Fermi energy, which are strongest in Fe. In the case of Co and Ni,
the renormalization gives rise to kinks in the electronic band dispersion
at low binding energies, which we attribute to electron scattering with
spatially extended spin waves. Furthermore, we find a band anomaly
at larger binding energies in iron, which results from a coupling of
the quasihole with single-particle excitations that form a peak in the
Stoner continuum. This band anomaly has, in fact, been observed in
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recent photoemission experiments at the same energy and momentum.

DS 30.4 Thu 11:15 HL 001
Effects of the Tamm-Dancoff approximation on the optical
spectra of organic molecules — eT'0oBi1AS LETTMANN and MICHAEL
RonLriINGg — Institut fiir Festkorpertheorie, Westféalische Wilhelms-
Universitat Miinster, 48149 Miinster, Germany

When calculating excited state properties of electronic systems within
the many-body perturbation theory (MBPT), the Bethe-Salpeter
equation (BSE) needs to be solved. This is often done within the so
called Tamm-Dancoff approximation (TDA), neglecting the coupling
of resonant and anti-resonant excitations.

It is generally accepted that the TDA is justified for large, extended
systems e.g. bulk crystals. However it has been shown that the TDA
may no longer hold for some organic semiconductors!. In this talk
we discuss the effects of the TDA on the resulting optical spectra of
organic molecules of different sizes and investigate for which cases the
TDA may still be justified.

1 B. Baumeier et al: J Chem. Theory Comput., 2012, 8, 997

DS 30.5 Thu 11:30 HL 001
Ab-initio treatment of non-local electronic correlations with

the dynamical vertex approximation — eANNA GALLER!,

PaTRIK THUNSTROMZ, PATRIK GUNACKER?, JOSEF KAUFMANN3,
MartHias Piockem3, JAN M. Tomczak3, and KarsTEN HELD3 —
LCentre de Physique Theorique, Ecole Polytechnique, 91128 Palaiseau,
France — 2Department of Physics and Astronomy, Materials Theory,
Uppsala University, 75120 Uppsala, Sweden — 3Institute of Solid State

Physics, TU Wien, 1040 Vienna, Austria

Recently, approaches such as the dynamical vertex approximation
(DT'A) or dual-fermion method have been developed. These dia-
grammatic approaches are going beyond dynamical mean-field theory
(DMFT) by including non-local electronic correlations on all length
scales as well as the local DMFT correlations. Here we present our
efforts to extend the DI'A methodology to ab-initio materials calcu-
lations (AbinitioDI'A). Our approach is a unifying framework which
includes both, GW and DMFT-type of diagrams, but also important
non-local correlations beyond, e.g. non-local spin fluctuations. In our
multi-band implementation we are using a worm sampling technique
within continuous-time quantum Monte Carlo in the hybridization ex-
pansion to obtain the DMFT vertex, from which we construct the
reducible vertex function in a ladder approximation. As a first ap-
plication we show results for transition metal oxides. Support by the
ERC project AbinitioDGA (306447) is acknowledged.

References: [1] A. Galler, P. Thunstréom, P. Gunacker, Jan M. Tom-
czak, and K. Held, Physical Review B 95, 115107 (2017)

DS 30.6 Thu 11:45 HL 001
Non-local correlations in effectively reduced spatial dimen-
sions — eJaN M. Towmczak!, MarTHiAs PickEm!, BENJAMIN
KLEBEL', ANNA GALLER?, JosEF KAUFMANN!, PATRIK GUNACKER!,
Patrik THUNSTROM®, THOMAS SCHAFER?, ALEssaNDRo ToscHrl!,
and KAarRsTEN HELD! — !Institute of Solid State Physics, TU Wien,
Austria — 2Centre de Physique Théorique, Ecole Polytechnique,
Palaiseau, France — 3Department of Physics and Astronomy, Upp-

sala University, Uppsala, Sweden

Using the dynamical vertex approximation and its recent extension for
electronic structure calculations, AbinitioDT'A[1], we explore the im-
pact of spatial dimensions onto non-local correlations: (a) we compare
magnitude and manifestations of non-local self-energies in ultra-thin
films of transition-metal oxides to those in the bulk material. (b)
we track the evolution of non-local correlations in the doped Hub-
bard model when continuously going from 3D to 2D. In particular we
probe the limits of the “space-time separation” of electronic correla-
tions evidenced in 3D[2]. Support by the ERC project AbinitioDGA
(306447) and the Austrian Science Fund (FWF) projects I 2794-N35
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and P 30213-N36 is acknowledged.

References: [1] A. Galler, P. Thunstrom, P. Gunacker, JMT, K.
Held, PRB 95, 115107 (2017), [2] T. Schéfer, A. Toschi, JMT, PRB
91, 121107R. (2015)

DS 30.7 Thu 12:00 HL 001
Does the optical signature of oxidized polyethylene stem from
saturated or unsaturated carbonyl defects? — eGuipo Romal,
FaBieEN BrunevaL!, and LavyrLa MAarTIN-Samos? — 'DEN-Service
de Recherches de Métallurgie Physique, CEA, Université Paris-Saclay,

F-91191 Gif sur Yvette, France — 2CNR-Demokritos, Trieste, Italy

Polyethylene (PE), one of the simplest and most used aliphatic poly-
mers, is generally provided with a number of additives, in particular
antioxidants, because of its tendency to get oxidized. Carbonyl de-
fects, a product of the oxidation of PE, are occurring in various forms,
in particular saturated ones, known as ketones, where a C=0 double
bond substitutes a CHg group, and various unsaturated ones, i.e., with
further missing hydrogens. Many experimental investigations of the
optical properties in the visible/UV range mainly attribute the pho-
toluminescence of PE to one specific kind of unsaturated carbonyls,
following analogies to the emission spectra of similar small molecules.
However, the reason why saturated carbonyls should not be optically
detected is not clear. We investigated the optical properties of PE with
and without carbonyl defects using perturbative GW and the Bethe-
Salpeter equation in order to take into account excitonic effects. We
discuss the calculated excitonic states in comparison with experimen-
tal absorption/emission energies and the stability of both saturated
and unsaturated carbonyl defects. We conclude that the unsaturated
defects are indeed the best candidate for the luminescence of oxidized
PE, and the reason is mainly due to oscillator strengths.

DS 30.8 Thu 12:15 HL 001
Bethe-Salpeter equation beyond the Tamm-Dancoff approx-
imation at finite momentum transfer: Absorption and loss
spectra including excitonic effects — eBEnJaMIN AurICH, CATE-
RINA CoccHi, and CrLaubpia DraxL — Humboldt-University, Berlin,
Germany

The state-of-the-art ab-initio method for computing optical proper-
ties of semiconductors is based on the Bethe-Salpeter equation (BSE)
which describes the excitations of the system in terms of interacting
electron-hole (e-h) pairs. For absorption spectra, typically no mo-
mentum transfer from light to the e-h pairs is considered, and the

coupling between excitations and de-excitations of e-h pairs is usually
neglected by using the Tamm-Dancoff approximation (TDA). This ap-
proach yields excellent agreement with experiment for many materials,
but may break down for confined systems [1]. The TDA is also known
to fail to describe the electron energy loss spectra for materials as sim-
ple as silicon [2]. We report on the extensions of the open-source code
exciting (3] allowing for BSE calculations beyond the TDA and at
finite momentum transfer using an exact diagonalization scheme [4].
We demonstrate the differences between TDA and non-TDA spectra
at vanishing and finite momentum transfer for periodic molecular sys-
tems.

[1] M. Griining et al., Nano Lett 9, 2820 (2009)

[2] V. Olevano and L. Reining, Phys. Rev. Lett. 86, 5962 (2001)

[3] A. Gulans et al., J. Phys. Condens. Matter 26, 363202 (2014)

[4] T. Sander et al., Phys. Rev. B 92, 045209 (2015)

DS 30.9 Thu 12:30 HL 001
Calculations of charge and spin susceptibilities and quasipar-
ticle energy shifts within the CASTEP plane-wave DFT code
— oVINCENT SACKSTEDER!, EvGENY PLEKHANOVZ, PuiL Hasnip3,
MarT ProBERT?, STEWART CLARK?, KEITH REFSoN!, and CEDRIC
WEeBER? — !Royal Holloway University of London, UK — 2Kings
College London, UK — 3University of York, UK — 4University of
Durham, UK

CASTEP is a pseudopotential based plane wave code which scales
to the largest supercomputers and offers a wide feature set. Within
CASTEP we have implemented calculation of the charge and spin sus-
ceptibility tensor, which describes the response to a perturbing charge
or spin. We present corrections to the Kohn-Sham energies obtained
by using the susceptibility tensor to screen Hartree-Fock exchange. In
the static limit this is the SEX part of the COHSEX approximation,
and if instead the dynamic susceptibility is used one obtains the GW
approximation.

Our memory and CPU consumption scales linearly with the plane
wave basis size, allowing thorough exploration of convergence with ba-
sis size, not only of the susceptibility itself, but of the SEX and GW
quasiparticle shifts. We emphasize that our calculations are heavily
parallelized, in exactly the same way as a standard DFT ground state
calculation.

This work will allow first principles calculations of magnon spectra,
exchange couplings, ionization potentials, and KKR and DMI coeffi-
cients.

DS 31: Poster Session |l

Time: Thursday 11:15-13:15

DS 31.1 Thu 11:15 Poster F
Morphology and crystallinity of Sr;Co,O. films at dif-
ferent growth conditions and stoichiometry — ePATRICK
SCHOFFMANNY, SABINE PUTTER!, JURGEN ScHUBERT2, WILLI
ZANDER?, MARKUS WascHk3, PaAuL ZAKALEK3, and THOMAS
Brocker? — 1Jiilich Centre for Neutron Science (JCNS) at Heinz
Maier-Leibnitz Zentrum (MLZ), Forschungszentrum Jiilich GmbH,
Garching — 2Peter Griinberg Institut (PGI-9), Forschungszentrum
Jillich GmbH — 3Jiilich Centre for Neutron Science JCNS and Peter
Griinberg Institut PGI, JARA-FIT, Forschungszentrum Jiilich GmbH

Strontium cobaltite (SrCoO3_s) exists in two topotactic phases, de-
pending on the oxygen content. SrCoOs is a ferromagnetic metal
(Te=305K) with perovskite structure while SrCoOsz 5 is an antifer-
romagnetic insulator(Tny=570K) with brownmillerite structure. Be-
cause of the multivalent Co states and high oxygen mobility it is a
promising material for energy and information applications. [1]

We aim at growing thin films of SrCoO3_g by molecular beam epi-
taxy and filling the oxygen vacancies by oxygen plasma assisted an-
nealing. Achieving a 1:1 stoichiometry by co-evaporation of Sr and Co
requires tuning of the individual growth rates, which is not straightfor-
ward as there are three constituents with different sticking coefficients.

We present the effect of the growth conditions on the stoichiometry,
crystallinity and morphology of Sr,Coy O, films on STO and require-
ments for Sr1Co1 Oz 5 films. First results of decreased oxygen vacancies
by annealing in a low pressure oxygen atmosphere are discussed.

[1] H. Jeen et al., Nature Materials 12, 2013

DS 31.2 Thu 11:15 Poster F
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Understanding and controlling the growth of carbon
nanowalls eSEBASTIAN TicGges'2, ANDRE Giese!, AXEL
Lorke!b?, and NicoLas WoHRLD2 — 1Universitit Duisburg-Essen,
Faculty of Physics, 47057 Duisburg, Germany — 2Center for Nanoin-

tegration Duisburg-Essen, 47057 Duisburg, Germany

Carbon nanowalls (CNWs) exhibit exceptional thermal as well as elec-
trical conductivity. Their surface area may be controlled simply by
adjusting process parameters. This makes them especially attrac-
tive for application in sensors and energy technology. Extensive re-
search has been undertaken to understand the complex mechanisms
contributing to the growth of CNWs. The most important challenge is
proper understanding of growth mechanisms to directly control mor-
phology /structure. Here, we investigate the different CNW structures
that are obtained by tuning process parameters such as temperature,
substrate bias, flow rate of precursor gas, and pressure in our induc-
tively coupled plasma enhanced CVD system. CNW structures of
varying height, inter-wall distance and morphology are obtained. They
are characterized and distinguished via scanning electron microscopy
and Raman spectroscopy. Plasma characterization is done by optical
emission spectroscopy and quadrupole mass spectrometry. Particularly
Raman spectroscopy shows important variation in both defect density
and defect type. Furthermore formation of different CNW structures
is observed, which changes with residual time of the complex precursor
molecule used as carbon source. This way a simple growth model is
derived.

DS 31.3 Thu 11:15 Poster F

Influence of O32/Ny; Gas Compositions on PECVD de-
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posited Silicon Oxide Films ePHILIPP MORITZ S1-
MoN Homann!:2) Lisa WurLiTzEr!:2, and WoLFcaNG Maus-
FrIEDRICHS!'2 — lInstitute of Energy Research and Physical Tech-
nologies, Clausthal University of Technology, Leibnizstr. 4, 38678
Clausthal-Zellerfeld — 2Clausthal Centre of Material Technology,
Clausthal University of Technology, Agricolastr. 2, 38678 Clausthal-
Zellerfeld

Plasma enhanced chemical vapor deposition (PECVD) is an estab-
lished process to deposit solid coatings. We used PECVD with a
tetraethyl orthosilicate (TEOS) precursor to coat titanium substrates
with silicon oxide. In order to this the substrate was exposed to TEOS
with a carrier gas mixture of O2 and Na. For the experiments a dielec-
tric barrier discharge plasma was used under atmospheric pressure. It
causes a reaction of the TEOS to form a solid film of silicon oxide.

To optimize the stoichiometry and morphology of the deposited coat-
ing the gas composition of O2 and Ng is varied. The total gas flow is
kept constant. Investigations with X-ray photoelectron spectroscopy
(XPS) and atomic force microscopy (AFM) show significant differences
in the stoichiometry and morphology of the coatings dependent on the
gas composition.

DS 31.4 Thu 11:15 Poster F
Preparation and characterisation of carbon-free Cu(111)
films on sapphire for graphene synthesis — eJAN LEHN-
ERT, DANIEL SPEMANN, M.HamzA HATAHET, MICHAEL MENSING,
CuristorH GRUNER, PaTrick WITH, PHILIPP SCHUMACHER, AN-
NEMARIE FINZEL, DiIETMAR HirscH, and BERND RAUSCHENBACH —
Leibniz Institute of Surface Engineering (IOM), Leipzig, Germany

This work presents an investigation of unwanted carbon formed on
polycrystalline Cu(111) thin films. The goal is to obtain carbon-free
Cu films as a substrate for controlled graphene synthesis. Cu films
were prepared by ion beam sputtering at room temperature on c-plane
Al>03. These films had been thermally treated in a temperature range
between 300 and 1020 °C. The crystallinity of the Cu films was stud-
ied by XRD and RBS/channeling and the surface was characterised by
Raman spectroscopy, XPS and AFM for each annealing temperature.
RBS measurements revealed the diffusion of the Cu into the AloOg
substrate at high temperatures of > 800°C. Furthermore, a cleaning
procedure using UV ozone treatment is presented to remove the carbon
contamination from the surface which yields essentially carbon-free Cu
films that open the possibility to synthesise graphene with controlled
number of graphene layers. On these Cu substrates, graphene was syn-
thesised by carbon ion implantation and subsequent annealing. These
graphene layers were transferred to a SiO2/Si waver using a standard
wet-chemistry approach. Raman and AFM measurements were per-
formed to investigate the quality of the transferred graphene layers.

DS 31.5 Thu 11:15 Poster F
GegFe thin films grown by solid-phase epitaxy — eSAMUEL

Gauceaer!, BrrRnD JenicHEN!, MicHaEL Hanke!, AcHiM
TrampeERT!, HoLm KirMse?, Steven C. Erwin3, and JENs
Herrort! — Paul-Drude-Institut fiir Festkorperelektronik, Berlin,

Germany — 2Humboldt-Universitéit zu Berlin, Berlin, Germany —
3U. S. Naval Research Laboratory, Washington, D. C., USA

To grow an epitaxial semiconductor over a ferromagnetic metal, a solid-
phase epitaxy (SPE) approach was recently developed, whereby amor-
phous Ge is crystallized slowly by annealing over Fe3Si. It was realized
that a sufficiently thin Ge layer would incorporate Fe and Si atoms to
form an ordered superlattice, with 2D planes of Fe atoms interposed
between tetragonal Ge formations. This crystal structure is under-
stood as GezFe (with some Si on Ge sites), a compound that is not
energetically stable as a bulk material. By growing Fe3Si and Ge in the
right proportions (1:3), it was possible to use SPE to achieve isolated
single-crystalline GexFe films, directly on GaAs substrates, with thick-
nesses ranging from 8 to 20 nm. GezFe thin films are ferromagnetic at
low temperature and show strong magnetocrystalline anisotropy, with
thickness dependent coercivity on the order of 200 Oe along the easy
magnetization axis. The material has a room temperature resistiv-
ity p ~ 8 x 1075Q m along the Fe basal planes, which decreases as
a metal when temperature is lowered. Alike other thin Fe-Ge com-
pounds, GegFe is a possible candidate to host topological magnetic
skyrmions, among other interesting micromagnetic phenomena.

DS 31.6 Thu 11:15 Poster F
The impact of various substrate pretreatments on the
growth of chalcogenide thin films — eBRIGITTE BAUMKOTTER!,

MarTHias M. Dtck!, and Marruias Wurrich? — 1. Physikalis-
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ches Institut (IA), RWTH Aachen University, D-52056 Aachen, Ger-
many — 2JARA-FIT, RWTH Aachen University, Germany

Phase change materials (PCMs) are remarkable due to a unique com-
bination of optical and electrical properties featuring a strong contrast
between the crystalline and the amorphous phase. These characteris-
tics have been used for optical data storages for a long time and are now
about to revolutionize the field of electronic non-volatile memories.

The microstructure of a thin film may influence its properties, and is
therefore an obstacle for measurements of reproducible material prop-
erties. However, utilizing thin films is mandatory due to the strong
disorder dependence of many PCMs, which cannot be easily repro-
duced in a single crystal. Due to the anisotropic structure of materials
from the pseudo-binary line GeTe-SboTes (GSTs) orientation depen-
dent measurements are of special interest. Especially infrared spec-
troscopy enables new insights on the effect of disorder, which induces
a metal to insulator transition in several PCMs of this class.

Besides texture, two major requirements for optical measurements
are a thick film of around 500 nm and a low surface roughness. There-
fore, an optimized thick film with a strong texture and a smooth surface
is necessary. As the substrate and its surface has a crucial influence
on the structure of grown films, this study focuses on the influence of
different substrate pretreatments on the film quality.

DS 31.7 Thu 11:15 Poster F
Nanocrack networks: a systematic approach for surface tai-
loring of sputter deposited oxide thin films — eALEXANDER
VanL!, Jan Dirrmann!, Bopo HEeNnkeL!, OraL CENK AKTas!,
TroMAS STRUNSKUS!, SumaN Kumar Suarma?, and Franz
FaupeL! — 1Christian-Albrechts University at Kiel, Institute for Ma-
terials Science, Chair for Multicomponent Materials, Kaiserstr. 2,
24143, Kiel, Germany — 2Department of Physics, Malaviya National
Institute of Technology, Jaipur 302017, India

Surface roughness is a critical parameter for various thin film appli-
cations, influencing properties like wetting and catalytic performance.
Thermally induced nanocrack network formation is an efficient tool to
modify the surface of thin films. We report on the fundamental process
of nanocrack network formation, showcased at the example TiO2 and
Al203 thin films deposited by pulsed reactive DC magnetron sput-
tering. In case of TiO2, the amount of oxygen during the deposition
process was found to be crucial for the formation of crystalline anatase
seeds in the as deposited thin film. In a post deposition heat treat-
ment step, the preexisting structural features densified and gave rise to
a connected network of nanoscopic cracks. In case of Al1203, indepen-
dent of the oxygen content the thin film showed high resiliency against
crystallization and accordingly no connected nanocrack network was
observed.

DS 31.8 Thu 11:15 Poster F
B-site Ordering in La2CoMnO6 Films: Influence of Lat-
tice Strain — ePmiipp Ksorr!, Curistorn MEeYER!, SvVEN
Esser?, ViabpiMIR Robppatis®, and VasiLy MosHNEaGcal —
IErstes Physikalisches Institut, Georg-August-Universitit Gottingen,
Deutschland — 2Lehrstuhl fiir Experimentalphysik VI, Institut fiir
Physik, Universitdt Augsburg, Deutschland — 3Institut fiir Material-
physik, Georg-August-Universitdt Gottingen, Deutschland

Physical properties of double perovsikte (DP) with general formula
A2BB’0O6 (A=rare earth or alkaline earth metals: B/B’ = Co/Mn,
Ni/Mn, Fe/Mo) depend strongly on the degree of B-site ordering. To
optimize and control the structure, magnetism and electrical proper-
ties we further developed the metalorganic aerosol deposition (MAD)
technique to grow DP films in a layer-by-layer (LL) mode under a pre-
cise control of oxygen atmosphere during deposition process. Epitaxial
films of the prototype DP La2CoMnO6 have been LL-grown on (111)-
oriented SrTiO3, LaAlO3 and Al203(0001) substrates and character-
ized by global (x-Ray, SQUID, Raman) and local (TEM) techniques.
The role of substrate-induced epitaxial strain on the B-site ordering is
discussed. Further on, a half-metallic ferromagnetic Sr2FeMoO6 films
with transition temperatures well above room temperature, Tc™450 K,
will be obtained. Financial support by the DFG via projects Ro5387/3-
1 and Mo02255/3-1 is acknowledged.

DS 31.9 Thu 11:15 Poster F
‘Well Ordered Iron Sulfide Layers on Au(111) — eEARL Davis,
Giuria Berrti, HELMUuT KUHLENBECK, and Hans-JoAacHiM FREUND
— Fritz-Haber-Institut der Max-Planck-Gesellschaft

The iron-sulfur world hypothesis of G. Wé&chtershauser is an origin-
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of-life theory which proposes that early life may have formed at the
surface of sub-marine iron sulfide compounds. This involves the acti-
vation of carbon dioxide to form simple organic molecules. Theoretical
and experimental studies have shown that the mineral greigite (Fe3S4)
should be active for this.

With the goal of COg2 activation, our aim was to prepare ordered
iron sulfide layers. We found that such a layer can be prepared on
Au(111) by deposition of iron in an atmosphere of Sz molecules which
are produced by an electrochemical sulfur source. According to XPS,
the layer is sulfur terminated, and STM shows a homogeneous, well-
ordered surface with a hexagonal symmetry. The same symmetry is
found in LEED patterns and the hexagonal lattice parameter fits to
what is expected for FezS4(111). I/V LEED curves were measured in
order to determine details of the structure. Additionally, initial reac-
tivity experiments have shown that it is possible to hydrogenate the
surface, which might offer routes to hydrogenation reactions.

DS 31.10 Thu 11:15 Poster F
Texture Optimization of Metastable GeSb>Tes Thin Films
— eHaNNAH Nienaus!, MarthHias M. Dtck!, STEran Jakoss!,
and MarTHiAs WuTTiGH2 — 1. Physikalisches Institut (TA), RWTH
Aachen University, D-52056 Aachen, Germany — 22 JARA-FIT,
RWTH Aachen University, Germany

Phase-change materials (PCM) are already established in optical data
storage technologies. Currently these materials are also introduced
into the market for electronic data storage, since they offer an attrac-
tive portfolio of properties. A prominent representative of PCMs is the
material GeSbaTey (GST), whose electronic properties are governed by
disorder-induced effects. GST exists in two different crystalline phases:
a rocksalt-like metastable structure and a stable hexagonal one, which
is obtained at higher annealing temperatures. Furthermore, this ma-
terial undergoes a metal-to-insulator transition (MIT) independent of
this structural transition. In this study we optimize the texture of
GST thin films in the metastable phase in order to enable the inves-
tigation of the influence of atomic disorder on the electrical behavior.
The material is deposited via sputter deposition on various substrates.
In the optimization process parameters such as gas pressure, tempera-
ture and power are varied. The structure and quality of the thin films
are characterized by x-ray reflectivity (XRR) and diffraction (XRD) as
well as atomic force microscopy (AFM). The texture of GST thin films
was optimized successfully which now allows systematic investigations
of the influence of disorder on the MIT.

DS 31.11 Thu 11:15 Poster F
Characterization and optimization of rf sputtered LiCoO2
thin films by post thermal annealing — eMARCEL COUTURIER,
FABIAN MICHEL, PHILIPP SCHURIG, and ANGELIKA PoLiTy — Justus
Liebig Universitét, 35392 Giefsen

LiCoOg thin films have been grown by rf-magnetron-sputter-deposition
on platinum coated quartz substrates. The films were annealed at 700
°C for several hours in different atmospheres such as vacuum or un-
der flux of oxygen to create phases which are favorable for battery
applications. For structural characterization X-ray diffraction and Ra-
man spectroscopy were used. HT-LiCoOaz-films with (003)-orientation
after annealing under flowing oxygen and CozOg4-films with (311)-
orientation after annealing in a vacuum could be observed. Further-
more, the stoichiometry could be determined using X-ray photoelec-
tron spectroscopy, revealing a weak lithium deficiency in the grown
films. Additional parasitic lithium phases near the surface of the films
could be observed by analysis of the Li 1s photoelectron signal. Scan-
ning electron microscopy images have shown changes in the surface
morphologies of the films after undergoing the heat-treatment. Grains
have slightly increased their volume. Moreover the shape changes after
the annealing process in comparison to the untreated samples.

DS 31.12 Thu 11:15 Poster F
Deposition and optimization of a LiCoO2> cathode layer for
battery applications — eSEBASTIAN LEONARD BENz, MARTIN
BECKER, CHRISTIAN REINDL, ANGELIKA PoLiTy, and PETER J. KLAR
— Justus Liebig Universitét, 35392 Gieflen

This work is about the deposition and characterization of Lithium
Cobalt Oxide (LCO) thin films, deposited by rf magnetron sputtering.
Different sputter process parameters such as gas flux, sputter power,
deposition time and gas composition were considered. In addition, the
influence of the used substrate was investigated. Different materials
like glass, sapphire and metals were used as substrates. The main
aim was to optimize the growth parameters for battery applications of

69

LCO. Mostly X-ray-diffraction (XRD), as well in Bragg-Brentano as
in four-circle geometry, was used to characterize the crystal structure
and especially the out-of-plane orientation of the deposited thin films.
By varying the parameters mentioned above, a (012) orientation has
been achieved. Moreover, scanning electron microscopy (SEM) has
been used to characterize the surface morphology. Furthermore, Ra-
man spectroscopy gave insights into the crystal structure.

DS 31.13 Thu 11:15 Poster F
Electrically conductive long term stable ultrathin Gal-
lium/Gallium(hydr)oxide layers — eSEeasTiAN RunpE!, HEIKO
AHRENs!, FRANK LAWRENz!, AMAL SEBASTIAN!, STEPHAN BLOCKZ,
and CHRISTIANE A. HELM! — Inst. f. Physics, Greifswald University,
Germany — 2Dept. for Biochemistry and Chemistry, Free University
of Berlin, Germany

Single Gallium/Gallium(hydr)oxide Ga/GaOxHy layers were prepared
by induced break-up after forced wetting. Multilayers were formed by
repeating the deposition procedure. X-ray reflectivity shows a multi-
layer structure. The repeat unit consists of a Ga layer covered by a
GaOxHy layer (thickness 2.9 nm). The multilayer thickness is propor-
tional to the number of deposited layers. The multilayer-air roughness
may be smaller than the substrate-multilayer roughness, which is at-
tributed to the large surface tension of Gallium. The electric conduc-
tivity of a multilayer follows Ohm*s law. The sheet resistance decreases
with the number of deposited layers. We suggest that induced break-
up after forced wetting is an environmentally friendly way to produce
large ultrathin conductive layers from fluid metals.

DS 31.14 Thu 11:15 Poster F
Interface tuning by metallic and insulting interlayers in
manganite-titanite heterojunctions — eSTEPHAN MELLES, BIRTE
KrEssporr, JoErG HorrMaNnN, ULrICH Ross, and CHRISTIAN JOOSss
— University of Goettingen, Institute of Materials Physics, Friedrich-
Hund-Platz 1, 37077 Goettingen, Germany

New photovoltaic materials like complex oxides allow for fundamen-
tal studies of new conversion mechanisms which have the potential to
overcome current efficiency limitations. Their interfaces play a crucial
role in controlling charge transfer and charge separation, and deter-
mine the current-voltage (I — V') characteristics of such systems. Here,
we present studies on interface design of manganite-titanite hetero-
junctions which are prepared by ion beam sputtering of thin films
of hole doped Prg 66Cap,34MnO3z (PCMO) on electron doped single
crystalline SrTip.9975Nbg.002503 (STNO) substrates. The junction
displays a rectifying I — V' characteristic and a pronounced photo-
voltaic effect, involving polaronic excitations [1|. Preliminary results
show that the sputter deposition of Cr interlayers can either modify
the junction to an ohmic contact or modify the rectifying character-
istic and enhance the photovoltaic effect, depending on thickness and
preparation conditions. Consequently, we started to prepare wedge-
shaped Cr interlayers, allowing for a systematic thickness dependent
analysis. The growth mode of Cr layers is investigated by SEM and
AFM studies and the change of cross plane current voltage charac-
teristics is studied. The interfaces are characterized by transmission
electron microscopy. Reference: [1] B. Ifland et al., New J. Phys. 19
(2017) 063046

DS 31.15 Thu 11:15 Poster F
Synthesis and characterization of transition-metal ger-
manides — eYuranc Xiel2, YE Yuanb2, Reng HuUBNER!,
Jora GrENzER!, Mao Wang!2, MANFRED HeLMD?, SHENGQIANG
Zuoul, and SrawoMir PrucNaL! — lHelmholtz-Zentrum Dresden-
Rossendorf, Institute of Ion Beam Physics and Materials Research,
Bautzner Landstrasse 400, D-01328 Dresden, Germany — 2Technische
Universitat Dresden, D-01062 Dresden, Germany

Si was sufficient to fulfil the requirements of microelectronic industry
for more than five decades. Further progress based on the miniaturi-
sation of transistors is challenging. Therefore new materials and con-
cepts are considered for the next generation of nanoelectronics. In this
work, we present the formation of transition-metal germanides epi-
taxially grown on Ge wafer. Those materials have great promise for
both the ohmic contacts to n-type Ge with extremely low specific con-
tact resistivity and spintronics. The transition-metal germanides are
synthesized by metal sputtering on Ge followed by millisecond range
flash lamp annealing which is suitable for larger-area fabrication and
compatible with CMOS technology. On one hand, orthorhombic NiGe
whose contact resistivity is only around 1.2¥10-6 2 cm2, is beneficial
for achieving high-performance Ge-based nano-electronic devices. On
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the other hand, cubic FeGe with B20 phase is a Skyrmion-carrier ma-
terial attractive for spintronics. In summary, the epitaxial transition-
metal germanides materials can be obtained by a novel epitaxial ap-
proach which provides insight to their technological usage.

DS 31.16 Thu 11:15 Poster F
Surface plasmon resonance investigation of gold nanopar-
ticle aggregation on self-assembled monolayers — eNaviD
Kuancuori, ALFRED Kick, MaTHiAs LakaTos, and MicHAEL MER-
TIG — Technische Universitdt Dresden, Dresden, Germany

A new sensor principle based on Surface Plasmon Resonance is de-
veloped using AuNPs functionalised with carboxylic groups (AuNP-
COOH) immobilised on self-assembled monolayers (SAM). The im-
mobilisation of AuNP-COOHs occurs electrostatically between a posi-
tively charged SAM and negatively charged AuNP-COOHs. This SAM
consists of a thiolated pH-sensitive polymer, poly (2-vinylpyridine)
with a terminal thiol group (P2VP-SH), as a supporting layer on
the gold surface of the SPR chip. This polymer responds to the pH
changes, e.g. swelling and shrinking in acidic or basic environments,
respectively. Swelling of P2VP with AuNP-COOHs occurs between
pH 2.3 and 1.7. This induces an enhanced decrease of the SPR signal
compared to the P2VP layers without AuNPs. This larger decrease
of the SPR signal is due to the increase of the distance between the
AuNPs and the gold substrate.

DS 31.17 Thu 11:15 Poster F
Perturbed angular correlation studies of H? plasma treated
rutile — eDMITRY ZvABKIN', JUuLiaNA ScHELL?, ULRICH VETTER!,
RoBINsON SANTOs3, and PETER ScHAAF' — l1Chair materials for
Electronics, Institute of Materials Engineering and Institute of Micro-
and Nanotechnologies MacroNano® | Gustav-Kirchhoff-Str. 5, 98693
Ilmenau, Germany — 2European Organization for Nuclear Research
(CERN), CH-1211 Geneva, Switzerland — 3Instituto de Pesquisas En-
ergéticas e Nucleares, IPEN, Sad Paulo, Brazil

Hydrogenated titania has recently attracted enormous attention due
to its compelling features and extended application [1]. Nonetheless,
the origin of the improved features has stayed uncertain as well as Ha
stability under elevated temperatures. We report on recent perturbed
~vv-angular correlation (PAC) studies of TiO2:H rutile thin films using
the probe 1™ (Cd, which was implanted at the online isotope separator
ISOLDE at CERN. The films were synthesized by reactive magnetron
sputtering and deposited on Si and quartz substrates, followed by an
annealing step at 1173K for 5 hours. The subsequent Hy plasma treat-
ment was performed at various plasma temperatures up to 663K. After
implantation with typically around 102 probe atoms the samples were
transported to the PAC setup and kept at 481K, 531K or 581K during
the measurements in vacuum. Time-correlated R(t) spectra were fitted
against electric quadrupole interaction parameter sets corresponding
to fractions of probe atoms in specific local defect configurations.

[1] X.Chen et al. Chem. Soc. Rev., 2015,44, 1861-1885

DS 31.18 Thu 11:15 Poster F
Rf magnetron sputtering of solid electrolytes for battery
applications — eFaBiaN MicHEL!, MARTIN BECKER!, JAROSLAVA
OBEL2, MARTIN FINsTERBUSCH?, JURGEN JANEK?, and ANGELIKA
Porrty! — lInstitute for Exp. Physics I and Center for Mate-
rial Research (ZfM/LaMa), Justus-Liebig-Universitat, 35392 Gieften
— 2Departement Chemie, Ludwig-Maximilian-Universitiat, 81377
Miinchen — 3Forschungszentrum Jillich GmbH, 52428 Jiilich —
4Institute of Physical Chemistry and Center for Material Research
(ZfM/LaMa), Justus-Liebig-Universitat, 35392 Giefien

Lithium based solid electrolyte thin films were produced via rf mag-
netron sputtering. An optimization of the physical properties, which
are important for battery applications, was done by varying the deposi-
tion parameters. Consequently compositions of the films were investi-
gated using different techniques like X-ray photoelectron spectroscopy
(XPS), inductively coupled plasma optical emission spectroscopy (ICP-
OES) and Rutherford backscattering spectrometry (RBS). To evalu-
ate the samples conductivity investigations were performed by elec-
trochemical impedance spectroscopy (EIS). A maximum increase in
ionic conductivity was sought after as was to gain knowledge about
the influence of the different elements and sputtering parameters of
the solid electrolyte with respect to the ionic conductivity. To monitor
the improvements made, results were compared with earlier findings
of investigations on solid electrolytes.

DS 31.19 Thu 11:15 Poster F
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Chemical ordering in epitaxial (La,Sr)CoOg3_; thin films pre-
pared by RF magnetron sputtering — eMAaRrRceL URrRBAN and
WoLrGaNG DoNNER — TU Darmstadt, Materials Science, Structure
Research, Darmstadt, Germany

The (La,Sr)CoOs based perovskites (LSCO) show promising proper-
ties regarding the application in solid oxide fuel cells and gas separa-
tion membranes, like the remarkable electronic and ionic conductivity
at intermediate temperatures (below 800 K). These properties may be
further improved by inducing cation and oxygen vacancy ordering, as
observed in strained thin films [1].

Here we show recent results from epitaxially grown LSCO thin films.
They were deposited on [001]-oriented SrTiO3z single crystal substrates
by means of radio frequency magnetron sputtering from a stochiomet-
ric Lag.55rg.5Co03 target. The films were characterized in situ in
terms of stoichiometry and surface structure by Auger electron spec-
troscopy and low-energy electron diffraction. Moreover, the crystal
structure is examined by x-ray diffraction (XRD) using a four- circle
single crystal diffractometer. Up to a thickness of about 50 unit cells
the deposited films show a coherent, pseudomorphic growth whereas
thicker films show an in-plane lattice relaxation. The coherent films
exhibit Laue oscillations and a relatively small mosaicity. The depo-
sition atmosphere can be used to tune the stoichiometry. In the next
step, the induced ordering phase transition will be followed by in situ
XRD during heat treatment of the films in different atmospheres.

[1] W. Donner et al., Chemistry of Materials 23.4 (2011): 984-988.

DS 31.20 Thu 11:15 Poster F
Melting and premelting behaviour of epitaxial thin films —
oCONSTANTIN WANSORRA and WoLFGANG DoNNER — TU Darm-
stadt, Materials Science, Structure Research, Darmstadt, Germany

Despite the fact that melting of materials has been studied for more
than a century [1], the melting behaviour of thin films is still topic of
research [2]. Concerning bulk, it is now known that melting precursors
[3] as the surface or grain boundaries are the reason for the absence
of superheated solids. In thin films, the surface has a much higher
impact on the properties of the material [4]. Therefore, research of
their melting will produce a better understanding of high temperature
stability and failure processes of the films.

We have prepared epitaxial films of low melting temperature metals
on various substrates by Molecular Beam Epitaxy and studied struc-
tural changes near the melting temperature by reflection high-energy
electron diffraction, scanning tunnelling microscopy and grazing in-
cidence x-ray diffraction. We report on the changes in surface and
interface roughness and the dewetting behaviour of the films. Fur-
thermore, a technique of analysing the melting behaviour with x-ray
diffraction is presented.

[1] Dash, Reviews of Modern Physics 71 (1999): 1737.

[2] Kahn, et al., Springer Nature 46 (2015): 3932.

[3] Riihm, et al., Physical Review B 68 (2003): 224110.

[4] Chen, et al., Elsevier BV 68 (2015): 97.

DS 31.21 Thu 11:15 Poster F
Direct observation of defect evolution in 2D single layer tung-
sten diselenide by low voltage high resolution transmission
electron microscopy — eROBERT LEITER, YUELIANG LI, and UTE
Kaiser — Electron Microscopy Group of Materials Science, University
of Ulm, Albert- Einstein Allee 11, 89081 Ulm, Germany

Defects in two-dimensional transition metal dichalcogenides (TMDs)
have received increasing attention in recent years due to their influ-
ence on their extraordinary mechanical, electrical, magnetic and opti-
cal properties. By controlled electron irradiation under the transmis-
sion electron microscope, such defects may tailor a material’s unique
properties. [1,2]

In this work, defect evolution in WSey was observed in real time us-
ing our novel C¢- and Cs - corrected SALVE (Sub Angstrém Low Volt-
age Electron microscopy) instrument [3| with atomic resolution. The
combination of high time- and spatial resolution enabled the observa-
tion of many intermediate states, atom-by-atom and provides deeper
understanding of its formation dynamics.

[1] Y.-C. Lin et al., Nat. Commun. 6, 6736 (2015)

[2] H.-P. Komsa and A. V. Krasheninnikov,

Adv. Electron. Mater. 3, 1600468 (2017)
[3] M. Linck et al., Phys. Rev. Lett. 117, 076101 (2016)

DS 31.22 Thu 11:15 Poster F
Structural study of GalN nanostructures and thin films pre-
pared by energy and mass selective ion-beam assisted MBE —
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e ANDRIY LOTNYK, SOREN HERATH, PHILIPP SCHUMACHER, MICHAEL
MENsING, JURGEN W. GERLACH, and BERND RAUSCHENBACH —
Leibniz Institute of Surface Engineering (IOM), Permoserstr. 15,
04318 Leipzig, Germany

GaN is a widely used semiconductor material for optoelectronic ap-
plications. In this work, GaN nanostructures and thin films were pro-
duced on 6H-SiC(0001) and Al1203(1-102) substrates by using a system
for energy and mass selective ion-beam assisted molecular-beam epi-
taxy (IBA-MBE). The nanostructures were produced in two steps. In
the first step of the deposition process, Ga-droplets were deposited on
6H-SiC at elevated temperatures. In the second step, a post-nitridation
process of Ga droplets by either monoatomic or polyatomic, hyperther-
mal nitrogen ions was used for the synthesis of GaN nanostructures.
The characterization of GaN nanostructures by aberration-corrected
scanning transmission electron microscopy showed the formation of cu-
bic GaN. The detailed structural investigation revealed different types
of defects forming during the growth of nanostructures. The results on
microstructure of GaN thin film will be also presented and the influ-
ence of ion energies on the real structure of GaN nanostructures and
thin films will be discussed.

DS 31.23 Thu 11:15 Poster F

A route to epitaxial growth of periodic metal nanos-
tructure arrays — eDENISE ErB!, GErALD Marscu'?, RENE
HusNER!, KiLiaN LeNz!, JURGEN LINDNER!, STEFAN Facskol,

1,2 1,2
K

MANFRED HELM and JURGEN FASSBENDER Helmholtz-
Zentrum Dresden-Rossendorf, Institute of Ion Beam Physics and Mate-
rials Research, Dresden (Germany) — 2Technical University Dresden,
Institute of Solid State Physics, Dresden (Germany)

Epitaxial thin film growth on planar substrate surfaces is well-
established for many materials. We show that it can also be feasible
to grow nanostructures in an oriented manner on nanopatterned crys-
talline surfaces. Produced by a scalable procedure on large surface
areas, such nanostructure arrays may find diverse applications in re-
search and technology. On semiconductor substrates, nanoscale surface
patterns with well-defined lateral periodicity form under low-energy
ion irradiation via non-equilibrium self-assembly of vacancies and ad-
atoms [1]. For appropriate process temperatures, the crystallinity of
the substrate is retained during ion irradiation. When a material is
then deposited onto the substrate by PVD under non-normal incidence,
shadowing effects give rise to the formation of separated nanostructures
[2], while a suitable lattice matching can induce epitaxial growth. In
this contribution, we outline the patterning and growth procedure. As
an example, we will present periodic Fe/Au nanostructure arrays and
discuss their strongly anisotropic optical and magnetic properties. [1]
X. Ou et al., Nanoscale 7, 18928 (2015) [2] Q. Jia, et al., Nano Research
15, 1 (2017)

DS 31.24 Thu 11:15 Poster F
Scanning Tunneling Microscopy and Spectroscopy of thin
films of Strontium Ruthenates — eMaRION A. VAN MIDDEN,
TiasA PARKELJ, JERNEJ MRAVLJE, Rok ZITKO, MATJAZ SPREITZER,
and ERIK ZupPaNi¢ — Jozef Stefan Institute, Ljubljana, Slovenia

Because the energy scales of charge, spin, lattice, and orbital degrees
of freedom of 4d- and 5d- transitional metal oxides are comparable,
they exhibit a wide range of distinct electronic and magnetic prop-
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erties. In the case of perovskite type transitional metal oxides these
materials are also extremely sensitive to perturbations and can there-
fore be tuned via nonthermal parametrs such as doping, pressure, and
magnetic fields. Growing thin films allows us to introduce strain via
lattice mismatch with the substrate and thereby tune the properties
of the film.

The films of STRuO3 were grown on SrTiO3 using Pulsed Laser De-
position. The back-pressure in the system is below 10~2 mbar, which
enables growth with a relatively small concentration of impurities.
Growth was controlled in-situ using Reflected High-Energy Electron
Diffraction. Using an ultra-high vacuum (UHV) suitcase the samples
were transported to an UHV system equiped with Low-Energy Elec-
tron Diffraction and a Nanonis Joule-Thomspon Scanning Tunneling
Microscope. Topography and spectroscopy measurements were done
on clean surfaces and in the vicinity of defects.

DS 31.25 Thu 11:15 Poster F
Fe doping effect on the morphological, structural and photo-

catalytic properties of TiO2 thin layers — eraYgAL BENsoulct!,

MUSTAFA BENYAKHLEF!, MOHAMED BOUOUDINA?, RAZIKA TALA-IGHIL!,
MAHDIA TOUBANE!, and BouDJEMAA BouaouINAl — ldepartement of
physics,URMPE unite, UMBB university, 35000 boumerdes, algeria —
2department of physics, college of science, university of bahrain, PO

box 32038, kingdom of bahrain

Abstract: In this study, undoped and Fe3+ doped TiO2 thin films has
been prepared via sol-gel method using the tetraethyl-orthotitanate
as source of Ti and Fe(III) nitrate as source of Fe3+ doping. Scan-
ning electron microscopy (SEM-EDX), X-ray diffraction (XRD), and
UV*vis spectrum were employed to examine the effects of Fe element
on morphology, structure, optical characteristics and photocatalytics
behavior of TiO2 films. XRD patterns showed the presence of TiO2
anatase phases only, no other phase has been appeared. SEM image
confirm the nanometric grain size of all samples and a low decrease in
band gap were we increases the Fe doping percentage. It is also ob-
served that no enhancement in photocatalytics activities of Fe doped
TiO2 thin films.

DS 31.26 Thu 11:15 Poster F
Microstructure and mechanical properties of Mo2N/CrN
multilayers deposited by DC magnetron sputtering —
®BOUDJEMAA BOUAOUINA!, CRISTOPHE TROMAS2, DOMINIQUE EYIDIZ,
CEDERIC MASTAIL?, ANNY MICHEL?, SEDIK ELHAK ABAIDIA!, and GRE-
GORY ABADIAS? — !Département de physique, Unité de recherche UR-
MPE, Université de Boumerdés 35000, Algerie — 2Insitut Pprime,
Department of Physics and Mechanics of Materials, Université de
Poitiers-CNRS-ENSMA, 86962 Chasseneuil-Futuroscope, France

The multilayer films Mo2N/CrN were deposited by reactive magnetron
sputtering at 600°C on Si substrates with different bi-layer periods A\
ranging from 5 to 50 nm. The microstructure of the multilayer was
investigated from X-ray diffraction and scanning electron microscopy
(cross section images). Both films, Mo2N and CrN deposited at 600°C
present a face centered cubic structure. As the bi-layer period was
decreased, the grain size increases from 14 to 20 nm and are well crys-
tallized with (200) preferred orientation. The nanohardness measure-
ments show that the mechanical properties of Mo2N/CrN multilayers
depend on the bi-layer period and the highest value of 29 GPa was
obtained at the bilayer period of 10 nm.
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DS 32: Invited Talk: Michael Heuken (joint session HL/DS)

Time: Thursday 12:30-13:00

Invited Talk DS 32.1 Thu 12:30 EW 201
Industrial Aspects of 2D Nanomaterials — eMICHAEL
Heuken!-2, ANNIKA GRUNDMANN!, MarTHias Marx!, HOLGER

Kavisca!, and ANDREI VEscan! — 1Compound Semiconductor Tech-

nology, RWTH Aachen University, Sommerfeldstr. 18, 52074 Aachen,
Germany — 2AIXTRON SE, Dornkaulstr. 2, 52134 Herzogenrath,
Germany

2D nanomaterials such as graphene and layered transition metal
dichalcogenides (MoS2) have attracted a lot of attention. They are
very promising for future (opto)electronic devices. For TMDC, the re-
alization of industrial fabrication is still a major challenge. To deposit
large-area 2D films, high-productivity MOCVD systems are attractive
allowing uniform growth on large substrates. Defined precursor fluxes

Location: EW 201

and advanced temperature control enable homogeneous, precise and
reproducible deposition processes. We report on the optimization of
MoS2 growth on sapphire with respect to crystal quality, i. e. large
crystals, and homogeneous substrate coverage, using an AIXTRON
MOCVD reactor. Molybdenum hexacarbonyl and di-tert-butyl sulfide
are used as metal-organic precursors, N2/H2 as carrier gases. Sam-
ples are characterized via atomic force microscopy, scanning electron
microscopy, photoluminescence and Raman spectroscopy. For the de-
position of graphene, an established CVD technology has been devel-
oped. Roll-to-roll-deposition equipment or technology for semiconduc-
tor grade layers on 300 mm wafers are available. Details of industrial
requirements, state of the art and predicted market opportunities for
2D nanomaterials will be discussed.

DS 33: New Twists for Nanoquakes on a Chip - Emerging Applications of Surface Acoustic
Waves in Condensed Matter Physics (Focussed Session): Session Il

Surface acoustic waves (SAWs) with gigahertz frequencies and micrometre size wavelength can be ele-
gantly generated using piezoelectric transducers fabricated with standard integrated circuit technology.
Their small propagation velocity, tight surface confinement, as well as low susceptibility to decoherence
and dissipation have been exploited over the past decades in numerous devices, in particular for elec-
tronic and optical signal processing. Today, the interaction of SAWs with electrical, optical, magnetic,
and mechanical excitations in condensed matter is a highly active field of research. It is driven by the
vision to harness the power of this technique in a broad spectrum of emerging applications including
advanced sensors, the control of magnetization and collective excitations, as well as the coherent interac-
tions between charge and spin excitations, photons, and phonons down to the fundamental level of single
quanta. We propose a symposium that brings together experts for emerging and future applications
of surface acoustic waves. For the proposed symposium we have identified potential speakers covering
the large palette of fields which this versatile technique is successfully applied or currently evolving
towards. These encompass nanoscale acousto-optic integrated circuits and plasmonics, the control of
single quantum systems and collective excitations in hybrid systems. Because the proposed symposium
covers a wide range of frontier research in which SAWs are employed with greatest success, it will serve
as an ideal platform for scientific exchange. Thus, it aims to foster new interactions between the different
scientific communities. Its most important goal is to introduce this exciting field of research to the many
young Masters and PhD students, and postdocs attending the joint DPG-EPS Spring meeting and gives

them the opportunity to present contributed talks at the symposium or associated sessions.

Organized by

Hubert Krenner, Universitdt Augsburg, Germany, hubert.krenner@physik.uni-augsburg.de

Jorge Pedros, Universidad Politécnica de Madrid, Spain, j.pedros@upm.es
Chris Ford, University of Cambridge, UK, cjbf@cam.ac.uk

Time: Thursday 15:00-15:45

DS 33.1 Thu 15:00 H 2032
Acousto-electric transport in epitaxial graphene coated by a
ZnO piezoelectric film — eYI-TING Liou, ALBERTO HERNANDEZ-
MINGUEZ, JENS HERFORT, JOAO MARCELO LOPES, ABBES TAHRAOUI,
and PauLo SanTos — Paul-Drude-Institut, Berlin, Germany

We report on the transport of charge carriers in epitaxial graphene on
SiC induced by surface acoustic waves (SAWs). SAWs are elastic vibra-
tions propagating along a surface, which can be generated by applying
a radio-frequency power to interdigital transducers (IDTs) deposited
on piezoelectric materials. In this contribution, we report acousto-
electric currents in epitaxial graphene covered by MgO and ZnO. The
ZnO film provides a strong piezoelectric potential, which facilitates
the acoustic transport in graphene using GHz SAWs. The 15-nm thick
MgO layer is used as gate dielectric and also protects the graphene dur-
ing the ZnO sputtering process. Raman spectra after the deposition
of MgO and ZnO show no defect generated in graphene. In addition,
the field-effect mobility at room temperature is about 2970 cm? V~—1!
s~1, which indicates that the electrical properties of graphene were
preserved. The acousto-electric current was found to be of the order
of 10 to 60 nA [1], which is up to 75 times larger than in a previous
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Location: H 2032

work using a 200 nm-thick SiO2 layer instead of MgO [2]. Prospective
work will include the investigation of acousto-electric transport while
gate voltages are applied to further control the electrical properties of
graphene.

[1] J. Phys. D: Appl. Phys. 50, 464008 (2017)

[2] Appl. Phys. Lett. 108, 193502 (2016)

DS 33.2 Thu 15:15 H 2032
Acoustically-driven surface phonon-plasmon polaritons in
graphene/h-BN and graphene/h-BN /graphene heterostruc-
tures on piezoelectric substrates eRAJVEER FanDaN!,
JorgE PEDROGs!, JURGEN SCHIEFELE?, ALBERTO BoscAl, Javier
Marrinez!, and FERNaNDO CALLE! — lInstituto de Sistemas Op-
toelectronicos y Microtecnologia, Universidad Politécnica de Madrid,

Spain — 2Instituto de Ciencia de Materiales de Madrid, CSIC, Spain

Surface plasmon polaritons (SPPs) in graphene couple strongly to sur-
face optical (SO) phonons in the substrate leading to hybridized sur-
face phonon-plasmon polaritons (SPPPs). Moreover, unlike conven-
tional SPPs in metals, graphene SPPPs can be tuned in situ through
the modulation of the carrier density by electrostatic gating, cover-
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ing the mid-IR to THz range. Here we demonstrate that surface
acoustic wave (SAW) can be used to generate propagating SPPPs
in graphene/h-BN and graphene/h-BN/graphene heterostructures on
AIN substrates over a broad energy range. h-BN between the graphene
and the AIN substrate not only significantly changes the SPPP disper-
sion but also enhances the lifetime as compared to the previously stud-
ied graphene/AIN system|[1]. The SPP dispersion of graphene splits
into multiple branches due to the coupling with the SO phonons of both
h-BN and AIN. In addition, hyperbolic phonon branches appear in the
case of multilayer h-BN. Moreover, the addition of a second graphene
layer is shown to further disperse and strengthen the SPPPs, provid-
ing greater robustness and tunability for future SAW-based plasmonic
devices. [1] Schiefele et al., Phys. Rev. Lett. 111, 237405 (2013)

DS 33.3 Thu 15:30 H 2032
Sub-decay time control of the optical emission of lead
halide perovskite nanowires at room temperature — eLisA
JANKER!, LAKSHMINARAYANA Poravarapu?, Yu TonG2, ALEXAN-
pER S. UrBaN?, JocHEN FELDMANN?, and HuBerT J. KRENNER!
— !Experimentalphysik 1, Universitit Augsburg — 2Photonics and

Optics Group, LMU Miinchen

The outstanding, composition-tunable optical properties of hybrid
halide perovskites sparked extensive research effort worldwide lead-
ing to optoelectronic applications for photovoltaics, light emission and
detectors. While most breakthrough studies focused on thin films, very
recently, perovskite nanocrystals, platelets and nanowires (NWs) have
been synthesized enabling size-tuning of the optical properties.

Here we report on the dynamic modulation of optical emission of
CsPbls NWs by a piezoelectric surface acoustic wave (SAW). SAWs
have found various applications to probe and manipulate nanosystems
at radio frequencies, e.g. to determine the mobilities in III-V semicon-
ductor NWs.

We compare PL-transients recorded from a bundle of NWs without
and with a SAW interacting with the NWs. Our experimental data
clearly demonstrates that the PL-decay is periodically modulated in
time by the SAW. Most strikingly, the period of this modulation is pre-
cisely % Tsaw. The doubling of the modulation frequency points to-
wards a field-induced displacement of the electron and hole forming an
exciton. Such an electric field-driven nature of our approach promises
deeper insight into excitonic properties of perovskite nanowires.

DS 34: Focus Session: Frontiers of Electronic-Structure Theory: Correlated Electron Materials
VIl (joint session O/TT/MM/DS/CPP)

Organizers: Silke Biermann, Ecole Polytechnique, Palaiseau cedex, France Paul R. Kent, Oak Ridge
National Laboratory, USA Matthias Scheffler, Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin

(Synopsis provided with part I of this session)
Time: Thursday 15:00-17:45

Invited Talk DS 34.1 Thu 15:00 HL 001
Recent developments in FCIQMC: real-time propagation and
improved convergence with walker number — eAL1 ALAvi —
Max Planck Institute for Solid State Research, Stuttgart, Germany

The Full Configuration Interaction QMC method samples Slater deter-
minants using an imaginary-time propagation of walkers, and can yield
essentially exact ground- and excited states energies and wavefunctions
for Fermionic systems. Recently we have extended this methodology
to real-time propagation, enabling the calculation of spectral func-
tions along the real-frequency axis. This method will be described in
the talk, together with representative examples from molecular and
lattice models. We will also describe a second development in the
FCIQMC methodology which substantially improves the rate of con-
vergence of the ground-state technique with respect to the number of
walkers. With the new method, we can compute essentially the exact
ground state energy of the benzene molecule, correlating 30 electrons
(the entire valence) in the full set of 108 orbitals of a VDZ basis. Per-
spectives of the new methods will be discussed.

DS 34.2 Thu 15:30 HL 001
Quasi-Continuous LDA-+DMFT calculations for SrVO3. —
eF.VAN SHERIDAN, CHRISTOPHER RHODES, EVGENY PLEKHANOV, and

Cepric WEBER — King’s College London, Theory and Simulation of
Condensed Matter (TSCM), The Strand, London, United Kingdom.

The Dynamical Mean Field Theory (DMFT) is an extremely power-
ful tool in the treatment of strongly correlated electron systems and
many DMFT calculations suffer from a computational bottleneck when
it attempts to solve the Anderson Impurity Model (AIM).

Common among the early Anderson Impurity solvers was the Aux-
iliary Field Quantum Monte Carlo (AF-QMC) approach which relies
on a discretisation of the imaginary time grid. AF-QMC solvers suffer
from the notorious Suzuki-Trotter error,as a result of this , that has
largely been ignored in recent years with the advent of Continuous
Time-QMC (CT-QMC) solvers.

Here, we present a systematic study of how this issue can be over-
come for realistic material properties using LDA+DMFT. We find that
our quasi-continuous time method compares well to the state-of-the-art
CT-QMC calculations for SrVO3, with the added advantage of linear
scaling in temperature. The theoretical framework proposed is quite
general and can be extended to cluster DMFT calculations.

DS 34.3 Thu 15:45 HL 001

High temperature superconducting oxychlorides: a light el-
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ement model for cuprates — eMaTTEO D’AstuTol2, BLAIR
LEBERT?3, IKUYA YAaMADA?, and Masakt AzuMa® — lInstitut NEEL
CNRS/UGA UPR2940 25 rue des Martyrs BP 166 38042 Grenoble
cedex 9 FRANCE — 2IMPMC, UMR7590 UPMC-Sorbonne Univer-
sités - CNRS, Paris, France — 3Synchrotron SOLEIL, Gif-sur-Yvette,
France — “Nanoscience and Nanotechnology Research Center (N2RC),
Osaka, Japan — ®Materials and Structures Laboratory, TITech, Yoko-
hama, Japan

The copper oxychloride cuprate CazCuO2Cly (CCOC) system, with
vacancy or Na doping on the Ca site, is unique among the high tem-
perature superconducting cuprates (HTSCs) since it: lacks high Z
atoms; has a simple I4/mmm 1-layer structure, typical of 214 (LSCO)
cuprates, but which is stable at all doping and temperatures; and
has a strong 2D character due to the replacement of apical oxygen
with chlorine. It also shows a remarkable phase digram, with a super-
conducting T growing to the optimal doping without any minimum
around 1/8 doping, despite the observation of charge modulations by
near-field spectro-microscopy. Due to the reduced number of elec-
trons, advanced calculations that incorporate correlation effects, such
as quantum Monte Carlo are easier, but relatively little is known about
CCOC (for a cuprate) from an experimental point of view. We are now
filling this gap by a comprehensive experimental study covering the
whole phase diagram, in particular of the (para)magnon and phonon
dispersion..

DS 34.4 Thu 16:00 HL 001
Antiferromagnetic correlations in the metallic strongly corre-
lated transition metal oxide LaNiO3 — eHaNJiE Guol, ZHIWEI
Li', L1 Zuao!, Zmwer Hul, Cuunru Cuang!, Cuangyang Kuol,
Worrcanc ScHmipT?, ANDREA Provano?, Tunwen P13, OLkc
SoBoLEv?, DaNiEL Knowmskii!, Liv Hao TienG!, and ALEXANDER
KoMaREK! — IMPI CPfS, Dresden, Germany — 2ILL, Grenoble,

France — 3NSRRC, Taiwan — 4FRMII, Munich, Germany

The material class of rare earth nickelates with high Ni3*+ oxidation
state is generating continued interest due to the occurrence of a metal-
insulator transition with charge order and the appearance of non-
collinear magnetic phases within this insulating regime. The recent
theoretical prediction for superconductivity in LaNiOgz thin films has
also triggered intensive research efforts. LaNiO3 seems to be the only
rare earth nickelate that stays metallic and paramagnetic down to low-
est temperatures. So far, centimetre-sized impurity-free single crystal
growth has not been reported for the rare earth nickelates material
class since elevated oxygen pressures are required for their synthesis.
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Here, we report on the successful growth of centimetre-sized LaNiOg3
single crystals by the floating zone technique at oxygen pressures of
up to 150 bar. Our crystals are essentially free from Ni2t impurities
and exhibit metallic properties together with an unexpected but clear
antiferromagnetic transition.

DS 34.5 Thu 16:15 HL 001
First-principles quantum Monte Carlo study of correlated
materials — eHuiHuo ZHENG — Argonne Leadership Computing
Facility, Argonne National Laboratory, Lemont, USA

Strongly correlated electronic systems have become an important sub-
ject of condensed matter physics, because of many fascinating phe-
nomena arising in these systems such as metal-insulator transition,
high temperature superconductivity, etc. Accurate characterization of
the electron-electron correlations in these systems from first principles
is essential for us to understand how these phenomena emerge from
microscopic interactions. I will present our efforts in modeling corre-
lated materials using the first-principles quantum Monte Carlo (QMC)
method by showing two representative ab intio studies (vanadium diox-
ide and graphene) and a density-matrix downfolding theory for con-
structing low energy effective models from ab initio simulations. Using
QMC, we correctly characterized the electronic structure of vanadium
dioxide and unveiled the electronic origin of the metal-insulator transi-
tion which has been a mystery for decades. For graphene, we computed
the electron screening from o bonding electrons and illustrated how
the emergent physics from underlying Coulomb interactions results in
the observed weakly correlated semimetal. On the other hand, the
downfolding approach we developed provides a way to quantitatively
identify important microscopic interactions relevant to the macroscopic
physics.

DS 34.6 Thu 16:30 HL 001
Reduced Density Matrix Theory for Coupled Fermion-Boson
Systems — eFLOrRIAN BucnuoLrz!, Iris THeopHILOU!, MICHAEL
RuGGENTHALER!, HElko APPEL!, and ANGEL Rusioh2:3 — IMPSD,
Hamburg, Germany — 2CCQ, The Flatiron Institute, New York,

United Sates — 3Nano-bio Spectroscopy Group, San Sebastian, Spain

Reduced density matrix (RDM) theory proved to be successful in de-
scribing a wide range of many-body problems that are not easily acces-
sible by the more common many-body perturbation theories or density
functional theory. Especially as RDM theories are non-perturbative,
they are advantageous in strong coupling scenarios.

However, RDM theory was to our knowledge never applied to sys-
tems with more than one active particle type. The focus of this talk
is to analyze the possibilities and problems of an extension to coupled
fermion-boson theories. Comparing a typical bilinear interaction term
of the form c:"cj (zzz' +ay), where ¢t /c and at /a indicate fermion and
boson creation/annihilation operators, respectively and the fermionic
2-body interaction term cj' cj' cicy, the former should have a consider-
ably reduced definition space, which we hope to be exploitable. On the
other hand, the bilinear interaction has a very different structure than
the 2-body interaction and it is not clear at all, how to define a RDM
that carries all information to compute experimental observables of a
coupled fermion-boson system.

Specifically, I will illustrate some of the peculiarities of the fermion-
boson interaction for simple model systems and present some ideas to
deal with those.

DS 34.7 Thu 16:45 HL 001
Critical temperatures as function of magnetic anisotropy in
two-dimensional systems from first-principles calculations —
eDANIELE ToRELLI — Center for Atomic-Scale Materials Design, De-
partment of Physics, Technical University of Denmark, DK-2800 Kgs.
Lyngby, Denmark

Recent observation of ferromagnetic out-of-plane order in monolayer
Crlz highlights the importance of a microscopic understanding of
anisotropy in ground state magnetic systems. Single-ion anisotropy
accounts mainly for spin-orbit coupling interaction and, in particular
for two-dimensional (2D) materials, it’s crucial to escape the Mermin-
Wagner theorem. Here we investigate the variation of critical temper-
atures as functions of anisotropy in Heisenberg model systems using
Metropolis Monte Carlo simulations. Results for square, hexagonal
and honeycomb lattices are compared with equivalent simulations in
the Ising model, which is confirmed to represent the limit with infinite
anisotropy. Based on a new developed computational 2D materials
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database, we predict a vast number of 2D structures with high crit-
ical temperatures. As testing system, relevant Heisenberg exchange
couplings and magnetic anisotropy energy in Crls monolayer are ex-
tracted from first principle calculations and energy mapping analysis,
yielding to an estimation of Curie temperature in good agreement with
experimental results.

DS 34.8 Thu 17:00 HL 001
Oxygen vacancy-induced absorption of visible light in
SrNbO3 — eMARCELLO TURTULICI, STEFFEN BACKES, and SILKE
BierMANN — Centre de Physique Théorique, Ecole Polytechnique,
91128 Palaiseau, France

SrNbO3 has recently attracted attention as a bright red photocata-
lyst. Several, mutually contradicting, models have been proposed in
the literature in order to explain the strong absorption in the visible
spectrum, and no consensus even on the basic nature of the mechanism
has been reached. In this work we investigate the optical properties
of this material by means of state-of-the-art Density Functional The-
ory and many-body perturbation theory techniques. We evidence a
high sensitivity of the optical properties on deviations from the ideal
crystal structure. In particular, the optical properties should strongly
depend on the presence of oxygen vacancies, which give rise to addi-
tional absorption channels in the visible frequency range. Most no-
tably, the experimentally observed red color is likely due to transitions
between orbitals of dominant Nb-eg character, which are enhanced by
the strong hybridization of the quite extended 4d-states of Nb with
oxygen p-states.

DS 34.9 Thu 17:15 HL 001
Transient charge and energy flow in the wide-band limit —
FaBro Covito, eFLORIAN EicH, Riku TUOVINEN, MICHAEL SENTEF,
and ANGEL RuBrio — Max Planck Institute for the Structure and Dy-
namics of Matter, Hamburg, Germany

Thanks to recent advances in ultra-fast pump-probe spectroscopies
and nano-thermometry it is possible to study charge and energy flow
at atomic time and length scales. In order to analyze the transient
dynamics of nanoscale devices theoretically, the wide-band limit is a
commonly used approximation. Here we investigate the applicabil-
ity of the wide-band limit to the study of charge and heat transport
through nanojunctions exposed to voltage biases and temperature gra-
dients. We find that while this approximation faithfully describes the
long-time steady-state charge and heat transport, it fails to character-
ize the short-time transient behavior of the junction. In particular, we
find that the charge current flowing through the device shows a dis-
continuity when a temperature gradient is applied, while the energy
flow is discontinuous when a voltage bias drives the dynamics and even
diverges when the junction is exposed to both a temperature gradient
and a voltage bias. We discuss this pathological behavior and propose
two possible solutions.

DS 34.10 Thu 17:30 HL 001
From DFT to Coupled Cluster Theory - Understanding
Oxygen Activation on Coin Metal Nanoparticles — eWILKE
DononNELLI and THORSTEN KLUNER — Institut fiir Chemie, Carl von
Ossietzky Universitdt Oldenburg, 26111 Oldenburg, Germany

In this study we focus on one of the most fundamental catalytic model
reactions, the oxidation of CO on a metal catalyst. We studied the
activation of molecular oxygen via dissociation or direct reaction of
CO and Oz within density functional theory (DFT) and high level
CCSD(T) calculations. Therefore we use Auiz and Auss nanopar-
ticles (NPs) and a periodic Au(321) surface as model systems and
compare the catalytic activity of the gold substrates to Ag and Cu
based, as well as bimetallic NP catalysts. Part of the DFT calcu-
lations were performed, using the well-established PBE functional as
implemented in the Vienna ab initio simulation package (VASP). Hy-
brid and double hybrid DFT calculations on the NPs were performed
in Gaussian09. CCSD(T) calculation were performed in Gaussian09
using conventional CCSD(T) for the M3 (M=Au,Ag,Cu) NPs and
CCSD(T)/PBE in a QM/QM embedding scheme using the ONIOM
approach for Mss NPs. For systems of 55 metal atoms PBE gives the
same results as double hybrids or even CCSD(T). For smaller M3
NPs interaction energies differ between PBE and higher levels of the-
ory, which might be explained by the molecule like character of these
NPs.
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DS 35: Lithography IV: Lithography and Structuring (joint session KFM/DS)

This second lithography session focuses mainly on the application of advanced methods for quantum
applications and the fabrication of lower dimensional systems. With the mass production of transistors
devices at the 10 nm level with transmissive optical masks and with extreme UV reflective masks being
at the horizon for mass fabrication, the industrial photomask fabrication is currently facing a significant
technology transition and new technology requirements needed to keep pace with. The session also looks
into those industrial challenges. Finally, the session focuses on important characterization methods
required for the above mentioned state-of-the art lithography methods and their characterization.

Organizer: Robert Kirchner - Technische Universitéit Dresden

Time: Thursday 15:00-18:10

Invited Talk DS 35.1 Thu 15:00 EMH 025
Electron Beam Lithography and Ion Beam Patterning for
Applications in Quantum Technology — eJORG STODOLKA,
MicHAEL KaAHL, AXEL RuDzINsKI, and SVEN BAUERDICK — Raith
GmbH, Dortmund, Germany

Electron Beam Lithography and Ion Beam Patterning allow to fabri-
cate structures with nm resolution and accuracy, which is required for
many devices based on quantum technology. After a general overview
we present two specific applications.

First, we show an approach for a deterministic realization of pho-
tonic devices with very high process yield utilizing cathodolumines-
cence spectroscopy (CL) in combination with electron beam lithog-
raphy: An electron beam is used to write nanopatterns in resist at
positions that are preselected by local generation of light detected by
CL.

Second, we present a method for scalable and maskless fabrication
of silicon vacancy (VSi) defect arrays in silicon carbide using focused
ion beam. The photoluminescence spectrum and optically detected
magnetic resonance of the generated defect spin ensemble are used to
analyze the synthesized centers and their desired defect state. The
reliable production of VSi defects with a dedicated focused ion beam
system allowing single ion implantation could pave the way for appli-
cations in quantum photonics and quantum information processing.

DS 35.2 Thu 15:30 EMH 025
Technology for fabrication of suspended sub-5 nm silicon
nanowires and applications thereafter — NikoLay PETkov! and
eYORDAN M. GEorciev? — !Tyndall National Institute, University
College Cork, Lee Maltings, Dyke Parade, Cork, T12R5CP, Ireland —
2Institute of Ion Beam Physics and Materials Research, Helmholtz-
Zentrum Dresden-Rossendorf (HZDR), Bautzner Landstrasse 400,
01328 Dresden, Germany

Si nanowires (Si NWs) are very promising as channels for field effect
transistors (FETs) and also as sensing devices. When the NW diam-
eter is in the sub-10 nm range, quantum confinement of carriers is
observed at room temperature, which is very appealing from scientific
and application point of view.

This paper will present a technology for fabrication of sub-5 nm sus-
pended Si NWs on silicon-on-insulator wafers. News of 20 nm width
are first defined in the top Si layer by electron beam lithography and
reactive ion etching. Then the NWs are subjected to three consecu-
tive cycles of rapid thermal oxidation in oxygen atmosphere and wet
etching in hydrofluoric acid. The resulting suspended Si NWs have
high-quality crystalline structure and sub-5 nm size.

The possible applications of such NWs will be discussed, including
FET-based Si NW chemo-/biosensors as well as gate all around (GAA)
FETs. Additionally, the development of self-aligned nickel silicide NW
contacts will be presented. The formation mechanism was examined by
in-situ electron microscopy as a function of NW diameter and surface
oxide.

DS 35.3 Thu 15:50 EMH 025
Photomask Manufacturing Technology - An Overview —
eCHRISTIAN BUERGEL, TOrRBEN HEINS, and MARTIN SCZYRBA —
AMTC Dresden, Raehnitzer Allee, 0199 Dresden, Germany

Semiconductor devices are designed as vertical stacks of electrical com-
ponents (e.g. transistors, capacities, wiring and connections), which
are manufactured layer by layer during wafer processing.

Pattern formation on the wafer is done by using projection lithog-
raphy and photomasks are key elements for the lithography. At least
one photomask is required for each layer, where the mask contains the

(0]

Location: EMH 025

design information and is used as master for the desired geometries.
The design, as represented on the photomasks, is replicated as a 4x de-
magnified image onto the wafer in the desired amount, hence enabling
rapid and cost effective semiconductor production.

This presentation will give a broad overview of the manufacturing
chain of a photomask. It will introduce into required processes like
data preparation and manipulation for mask writing, resist and ab-
sorber material processing, metrology and inspection as well as mask
repair and its qualification.

DS 35.4 Thu 16:10 EMH 025
Simulation of Ion Beam induced Surface Dynamics — e ALRIK
STEGMAIER and Hans HorsAss — 2. Physikalisches Institut, Georg-
August Universitdat Goettingen

Structuring of surfaces through ion beam irradiation can be used to
create self organizing dune-like waves, dimples, flat surfaces or chaotic
patterns. The final structures are a result of the interplay of sputter-
ing, redeposition, projectile implantation, transport and viscous flow,
void/bubble formation and the initial surface conditions.

Accurate simulations of structuring are possible through molecular
dynamics simulations, but these simulations are computationally too
expensive to allow for a prediction of up to micrometer scale structure.
A much faster approach is available through the use of continuum mod-
els. For this the net effect of the irradiation is expressed as the local
change in surface height as a function of and up to forth order spacial
derivatives of the local surface height. Typically the resulting equations
of motion are taylor-expanded up to second order. Such an approach
can be accurate when the surface is relatively flat and shadowing is not
important, but the parameters often need to be empirically readjusted
for experiments at different impact angles, ion energies or materials.

Here we present a new software package that allows for the rapid
simulation of surface dynamics for arbitrary, nonlinear equations of
motion that can also include nonlocal effects. With this software we
explore nonlinear expansions to some of the common models, the ef-
fects of shadowing at flat impact angles and parameter determination
through binary collision approximation simulation.

20 min. break

DS 35.5 Thu 16:50 EMH 025
NFFA-Europe: enhancing European competitiveness in
nanoscience research and innovation — eDiMiTRIOS KAZAZIS —
Paul Scherrer Institut, 5232 Villigen, Switzerland

NFFA-Europe is a European open-access resource for experimental and
theoretical nanoscience. It brings together advanced infrastructures
throughout Europe, specialized on growth, nanolithography, nanochar-
acterization, theory, simulation and fine-analysis with Synchrotron,
FEL and Neutron radiation sources to create a multi-site research plat-
form that enables European and international researchers to carry out
advanced project proposals impacting science and innovation. NFFA-
Europe coordinates access to infrastructures on different aspects of
nanoscience research that are not currently available at single special-
ized sites. Technique and tool selection, proposal construction and
submission are all done through a single and intuitive web portal. The
access to the combined infrastructures through NFFA-Europe is cen-
trally coordinated and free of charge for all technologically feasible and
internationally peer-reviewed and approved user projects. Not only do
the approved projects have access to the combined infrastructures, but
they also benefit from the competences and the technical support of
the NFFA sites as well as a contribution towards travel and subsis-
tence costs. NFFA-Europe’s internal joint research activities address
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key bottlenecks of nanoscience and nanotechnology i.e. nonostracture
traceability, protocol reproducibility, in-operando nanomanipulation
and analysis, open data etc. (www.nffa.edu)

DS 35.6 Thu 17:10 EMH 025
Fresnel-Mirror-Setup for Interference Lithography
eARrRIcO FaccHINI!, Bopo FuHRMANNZ, HARTMUT S. LEIPNERZ,
GeorG ScuMipTh?, and RoLaND ScHEER! — !Martin Luther Uni-
versity Halle-Wittenberg Institute of Physics, D-06099 Halle (Saale),
Germany — 2Martin Luther University Halle-Wittenberg Interdisci-
plinary Center of Materials Sciences, D-06099 Halle (Saale), Germany

Interference lithography is one of many alternative lithography tech-
niques for the fast fabrication of large area regular nano- and micro-
scale patterns. A variety of more or less complex setups using Lloyd*s
interferometers or beam splitters are described in literature.

In particular, rigid Lloyd*s interferometer setups allow the fast
change of the periodicity by simply changing the angle of incidence.
They have, however, the drawback that for smaller angles of incidence
(larger periodicity) the illuminated area decreases and as a consequence
also the possible sample size.

Here a robust Fresnel mirror setup is presented, which overcomes
this problem and allows the fast fabrication of regular patterns in the
*m-range with freely selectable periodicity. The maximum sample size
is only determined by the setup chosen.

DS 35.7 Thu 17:30 EMH 025
Analysis of rough nanostructured surfaces by EUV-
scatterometry — e ANALiA FERNANDEZ HERRERO, FRANK SCHOLZE,
and Victor SorrwiscH — Physikalisch-Technische Bundesanstalt,
Abbestr. 2-12, 10587 Berlin, Germany

Lamellar-gratings are commonly-used as diffractive optical elements
or in state-of-the-art integrated electronic circuits. For the control
of the lithographic manufacturing process in semiconductor manufac-
turing a rapid in-line characterization of the nanostructures is indis-
pensable. With shrinking structure sizes, roughness gains influence
on the device performance. Therefore the analysis of nanostructured
surfaces demands the development of new metrology tools capable of
destruction-free measurements, which, at the same time, deliver sta-

tistical information, relevant for the study of the imperfections. Small
angle X-ray scattering under grazing incidence has already been in-
vestigated for the determination of the geometry parameters of such
structures. Several reports stress the importance of the identification
of the roughness contributions. Using EUV or soft X-ray radiation,
with longer wavelengths, larger incidence angles can be used reducing
the beam footprint on the samples without compromising the surface
sensitivity. We present a new experimental tool to be developed at
the PTB soft X-ray beamline at the electron storage ring BESSY II
for the measurement of small structures and roughness contributions
based on soft X-ray and EUV scatterometry.

DS 35.8 Thu 17:50 EMH 025
GISAXS reconstruction of profiles of gratings produced by
quadruple patterning — eMika PrLUGER!, VicTorR Sorrwiscul,
R. JosepH KLINEZ?, FRANK ScrHoLzE!, and MicHAEL KRUMREY! —
I Physikalisch-Technische Bundesanstalt (PTB), Berlin, Germany —
2National Institute of Standards and Technology (NIST), Gaithers-

burg, United States

New approaches are needed for the fast, non-destructive dimensional
measurement of complex nanostructures produced in the semiconduc-
tor industry. One technique being considered is Small-Angle X-ray
Scattering (SAXS), which has already been used to reconstruct the
line profile of gratings with low uncertainties. Grazing-Incidence SAXS
(GISAXS) additionally provides surface sensitivity, but the interpre-
tation of the scattering is complicated by multiple scattering effects.

To produce structures beyond the diffraction limit of a single litho-
graphic exposure, self-aligned double patterning (SADP) can be used.
In SADP, sidewalls are deposited on the original line and the origi-
nal line is removed, such that the sidewalls form lines with a doubled
structure density. If the sidewall width and the original linewidth do
not match, an alternating pitch error is introduced, impacting the per-
formance of the resulting structures.

We present GISAXS measurements of a sample series produced by
self-aligned quadruple patterning with varying pitch errors. From the
intensities of the grating diffraction orders, we quantify the pitch errors
and compare our results to previous SAXS measurements of the same
samples.

DS 36: Organic Thin Films, Organic-Inorganic Interfaces: Session Il (joint session DS/CPP)

Time: Friday 9:30-11:00

DS 36.1 Fri 9:30 H 0111
Infrared studies of device relevant organic/inorganic in-
terfaces: energetic and morphological insights — eSaBiNa
HiLLEBRANDT 2, SEBASTIAN BECk!2, and ANNEMARIE Puccrh? —
IKirchhoff-Institut fiir Physik, Universitit Heidelberg, Germany —
2InnovationLab, Heidelberg, Germany

Organic electronic devices consist of stacked layers as well as inor-
ganic materials. The device performance is mainly influenced by the
interfaces of these layers. The investigation of charge generation, in-
jection, and transport at these interfaces is a major key to the basic
understanding of the fundamental mechanisms in organic electronics.
We use self-assembled monolayers (SAM) in this context to engineer
the surface of certain electrode materials, e.g. indium tin oxide (ITO)
and metal surfaces, in order to improve charge injection at the or-
ganic/inorganic interface. With their inherent dipole SAMs are ought
to improve the energetic alignment at the interface as well as to change
the surface energy and thus the contact angle. Infrared (IR) spectro-
scopic studies supported by density functional theory (DFT) calcu-
lations reveal in addition to the molecular orientation of such SAMs
the influence on that orientation on the subsequent organic semicon-
ductor material. Furthermore, energy transfer between the electrode
material and its modification and the organic semiconductor can be in-
vestigated, giving a deep insight into the energetic and morphological
interplay at the interface.

DS 36.2 Fri 9:45 H 0111
Probing the orientation of phosphorescent Iridium complexes
by impedance spectroscopy — eMAaARKUS ScHMID, THOMAS
LampPE, ALEXANDER HorFMANN, and WoLrcaNg BrUTTING — In-
stitute of Physics, University of Augsburg, 86135 Augsburg, Germany

Impedance spectroscopy (IS) is a powerful, non-destructive method to
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analyze organic semiconductors and their interfaces. In organic bilayer
devices, that contain one polar material, IS can be used to measure the
interfacial charge density between the two semiconductors. This po-
larization results from partially aligned permanent dipole moments. If
the permanent molecular dipole moment is known, conclusions about
the molecular orientation are possible [1].

In this study we present results from IS for different polar Iridium
complexes that are commonly used as emitters in organic light emit-
ting diodes. By calculating their permanent dipole moment and their
transition dipole moment via density functional theory we relate the
average orientation of both vectors in the film. Additionally, the mea-
sured alignment of the molecules is compared to molecular dynamic
simulations. We find good agreement between both, the often studied
orientation of the transition dipole moment and the simulations.

[1] JAGER, LARs, et. al. AIP Advances 6, 095220 (2016)

DS 36.3 Fri 10:00 H 0111
Comparative in-situ studies of Au sputter growth on
homo and di-block co-polymer — ePaLLAvVI PANDIT!, MATTHIAS

SCHWARTZKOPF!, ANDRE ROTHKIRCH!, BJOERN FRICKE!, MARC

GEenscH!, ALEXANDER Hinz?, OLEKSANDR PoLonskyi?, THoMAS
STRUNSKUS2, SIMON ScHAPER®, Franziska C. LOHRER?, VOLKER
KorsTcENs?, FrRanz FaupeL?, PETER MULLER-BuscuBaum?, and
STEPHAN V. RoTu!* — 1DESY, Notkestr. 85, D-22607 Hamburg
— 2CAU zu Kiel, LS Materialverbunde, 24143 Kiel — 3Physik-
Department, LS Funktionelle Materialien, 85748 Garching — *KTH,
Teknikringen 56-58, SE-100 44 Stockholm

Nanostructured gold (Au) attracts great technological interest and it
is a promising candidate for functional, optical and electronic appli-
cations. A tailored metal nanoparticle-polymer interface improves the
functionality of the system; attributed to the polymer-metal interac-
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tions, which are dominated by their interfacial interactions. Sputter
deposition technique has been used for depositing metallic layer of few
nanometer thicknesses in a controlled fashion on polymer surfaces [1].
To this end, we have investigated the morphological changes occurring
at the metal-polymer interface during deposition using GISAXS and
GIWAXS |[2]. Optical properties of the system have also been stud-
ied in-situ and are correlated with the morphological properties of the
gold nanocluster on polystyrene, polymethelmethacrlate and the cor-
responding di-block co-polymer. [1] Schwartzkopf et al., ACS Appl.
Mater. Interfaces 9, 5629 (2017). [2] Schwartzkopf et al., ACS Appl.
Mater. Interfaces 7, 13547 (2015).

DS 36.4 Fri 10:15 H 0111
Graphene based biosensing surfaces studied by
IR-nanopolarimetry @ —  eKARSTEN HinricHs?!, TiMUR

SHAYKHUTDINOVY, CHRIsTOPH KRATZ!, FELIX ROsickE2, CRISTOPH
AreNz3, NorBERT H. Nickier?, and JorG Rappicn? — !Leibniz-
Institut fiir Analytische Wissenschaften - ISAS - e.V., Schwarzschildstr
8, 12489 Berlin, Germany — 2Helmholtz-Zentrum Berlin fiir Materi-
alien und Energie GmbH, Institut fiir Silizium Photovoltaik, Kekuléstr.
5, 12489, Berlin, Germany — S3Institut fiir Chemie der Humboldt-
Universitédt zu Berlin. Brook-Taylor-Str. 2, 12489 Berlin, Germany

AFM-IR based nanopolarimetry [1] for analysis of large area graphene
pre-functionalized by diazonium compounds [2]| and recognition of
cysteine-modified peptide nucleic acid (PNA) [3] is presented. Homo-
geneity of the biosensing surfaces and the secondary structure of the
PNA was studied by AFM-IR measurements. AFM-IR in a sensitive
modus with synchronization between the pulse rate of the quantum
cascade laser used as IR light source and the resonance of the can-
tilever can provide IR spectra in several seconds only. This facilitates
direct insight into chemical composition, intermolecular interactions,
and molecular orientation in nanoscale sub-ensembles.

[1] T. Shaykhutdinovet al, Supramolecular Orientation
Anisotropic Assemblies by IR Nanopolarimetry. ACS Macro Letters
2017, 598-602. [2] F. Rosicke et al, Chem. Commun. 53 (2017) 9308-
9311. [3] K. Hinrichs et al, Encyclopedia of Interfacial Chemistry:
Surface Science and Electrochemistry 2018.

in

DS 36.5 Fri 10:30 H 0111
Study of reactive ion beam planarization process of a nega-
tive tone resist for smoothing aluminium mirrors — eMELANIE
UriTscHKA, JENs BAUER, Frank Frost, and THoOMAS ARNOLD
— Leibniz-Institut fiir Oberflichenmodifizierung, Permoserstrafie 15,
04318 Leipzig

Mirror optics are a key component for a wide range of optical sys-
tems in lithography, imaging, as well as aerospace industry. For such
a specific field of applications lightweight, good machinable aluminum
alloys are suitable since the reflection coefficient ranges from the UV
to the IR spectral region with values well above 90%. The surface
error topography after commonly manufacturing by single-point dia-
mond turning meets the requirements for applications in the infrared
spectral range. To use the aluminum mirrors in the shortwave visible
and UV-spectral range one technological solution is the coating of the
Al optics with a nickel-phosphorous layer and a metallization layer on
top to realize ultra-smooth highly reflective surfaces. Further reduc-
tion of the surface roughness of aluminum optics and a simplification
of this process chain is preferable.lon beam planarization processes are
a promising technology to transfer the ultra-smooth surface of a pla-
narization layer into the underlying aluminum substrate. An equal
etch rate for planarization layer and aluminum is the prerequisite for
the transfer process. The contribution comprises investigations on the
influence of different ion beam parameters on the chemical modification
of the layer during the etch process, the effect of thermal pre-treatment
of the planarization layer and the etch rate selectivity of layer and sub-
strate.

DS 36.6 Fri 10:45 H 0111
Structure-Dependent  Emission of  1-(Pyridin-2-yl)-3-
(quinolin-2-yl)imidazo[1,5-a]quinoline — eGEorc ALBRECHT!3,
JasmiN MartHA HErRrZ3, Hisao Yanaci®, RicHARD GOTTLICHZ,
and DERCK ScHLETTWEIN! — lInstitute of Applied Physics, JLU
Giessen, Germany — 2Institute of Organic Chemistry, JLU Giessen,

Germany — 3Nara Institute of Science and Technology, Japan

1,3-disubstituted imidazo[l,5-a]pyridines are receiving increased in-
terest for applications in material science, mainly regarding organic
light emitting diodes (OLED). In this work we studied the related
1-(pyridin-2-yl)-3-(quinolin-2-yl)imidazo[1,5-a]quinoline (PCIC) as a
new and oxidation-stable blue emitter. Thin films were prepared by
physical vapor deposition onto quartz glass, single crystals were grown
from solutions or by entrainer sublimation. Thin films and crystals
were characterized by AFM, XRD, optical absorbance and mainly by
steady-state and time-resolved emission and compared to results ob-
tained in solution. Storage of the originally amorphous thin film sam-
ples revealed an interesting crystallization behaviour, which could be
resolved by fluorescence microscopy and comparison to the results ob-
tained at single-crystals. A clear trend of red-shifted emission was ob-
served for different crystalline phases relative to amorphous samples,
corresponding to the change in molecular arrangement.

DS 37: 2D Materials: Session Il (joint session DS/CPP/HL)

Time: Friday 9:30-12:30

Invited Talk DS 37.1 Fri9:30 H 2032
Tunable Electronic Structures, Magnetism, and Axis-
Dependent Conduction Polarity in Ge and Sn-based 2D Ma-
terials — eJosHua GOLDBERGER — The Ohio State University,
Columbus, OH USA

Here, we will discuss recent developments in the synthesis, properties,
and applications of two classes of Ge- and Sn-based 2D materials; the
ligand-functionalized Ge/Sn graphane analogues, and the exfoliatable
van der Waals Zintl phases. First, the Ge/Sn graphane analogues have
generated much excitement as their electronic structures are predicted
to range from trivial insulators, to semiconductors with tunable gaps,
to semimetallic, to topological insulators, depending on the substrate,
chemical functionalization and strain. Through the synthesis and char-
acterization of a large family of ligand-functionalized germananes, we
will show how the electronic structure can be manipulated via surface
chemistry. Second, we will highlight a new family of chemically and
thermally robust exfoliatable 2D materials having a stoichiometry of
ASn2Pn2; where A is a cation, and Pn is a pnictogen. This class of
materials can be designed to exhibit a broad range of phenomena in-
cluding the topological insulating compound, SrSn2As2, as well as the
magnetic compound, EuSn2As2. Also, we will show that NaSn2As2
simultaneously exhibits opposite sign conduction polarities along its
in-plane and cross-plane axes. Using a variety of advanced transport
measurements we establish the band structure origins of this behav-
ior. Together, these materials show how the inherent anisotropy in 2D
materials can be rationally tailored to give rise to new phenomena.

7
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DS 37.2 Fri 10:00 H 2032
Chemical and optical properties of transition metal dichalco-
genide monolayers at the nanometer and subnanometer scale
— eLuiz Tizer', ALBerro ZoBELLI!, CHINgG-Hwa Ho?, Kazu
SueNaca®, ALEXANDRE GLoTER!, MarHIEU Kociak!, and ODILE
StipHAN! — !Laboratoire de Physique des Solides, University of
Paris-Sud, CNRS, Orsay, France — 2National Taiwan University of
Science and Technology, Taipei, Taiwan — 3AIST, Tsukuba, Ibaraki,
Japan

Defects and interface play an important role in material properties.
Therefore, their characterization at the nanometer scale is crucial.
Here, core-loss EELS and high angle annular dark field imaging have
been used to identify single Cr atoms in WSes monolayers. These
atoms are always located at the metal site (W) with a 3+ formal va-
lence, as deduced from EELS fine structure comparison with known
references and X-ray photoelectron spectroscopy (XPS). Furthermore,
Cr atoms are observed systematically close to single our double Se va-
cancies, indicating a possible electron doping of the system. Moreover,
semiconducting 2H phase TMD monolayers present spin-split valence
and conduction bands due to spin-orbit coupling. These two near band
edge states are separated by from a few tens to a few hundred meV
and can be measured by EELS with high spatial resolution. As an
example, we will show measurements of the near band edge losses as
a function of position across an interface between two TMDs. Results
will be compared to calculated loss functions, tacking into account the
materials’ dielectric function.
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DS 37.3 Fri 10:15 H 2032
Excitonic Phonon Sidebands in Monolayer Transition
Metal Dichalcogenides — eDomINIK CHRISTIANSEN', MALTE
SeLIG!, GUNNAR BERGHAUSER?, ROBERT ScHMIDT3, IrR1s NIEHUES?,
ROBERT SCHNEIDER®?, AsHISH ARORA®, STEFFEN MICHAELIS DE
VascoNCELLOS®, RupoLF BrarscrITscH?, ERMIN MaLic?, and AN-
DREAS KNORR! — 1Technische Universitit Berlin, Institut fiir The-
oretische Physik, Nichtlineare Optik und Quantenelektronik, Berlin,
Germany — 2Chalmers University of Technology, Department of
Physics, Gothenburg, Sweden — 3Physikalisches Institut und Zentrum
fiir Nanotechnologie, Universitat Miinster, 48149 Miinster, Germany

Monolayers of transition metal dichalcogenides (TMDs) show an ex-
traordinarily strong Coulomb interaction, leading to the formation of
tightly bound excitons. Because of a complex quasi-particle band
structure, TMDs possess a variety of bright sates (addressable by
light) and dark states (addressable by phonons). Here, we present
a joint experiment-theory study on the influence of exciton-radiative
and exciton-phonon interaction on the absorption line shape of dif-
ferent monolayer TMD materials. Solving the TMD Bloch equations
in the quantum kinetic limit, we predict the appearance of spectrally
asymmetric phonon-induced sidebands that are accompanied by a pro-
nounced polaron-red shift. We analyze the influence of the interplay of
phonon emission/absorption processes and dark intra- and intervalley
excitonic states on the asymmetry of the absorption line shape.

D. Christiansen, et. al, Phys. Rev. Lett. 119, 187402 (2017)

DS 37.4 Fri 10:30 H 2032
Lifetime of Valley Excitons in Monolayer Transition Metal
Dichalcogenides — eMarLTE SeLIG!, SAMUEL BREM?, FLORIAN
Karscu', GuNNAR BERGHAUSER?, ErRMIN MaLic?, and ANDREAS
K~orr! — INichtlineare Optik und Quantenelektronik von Halbleit-
ern, Institut fiir Theoretische Physik, Technische Universitat Berlin,
Berlin, Germany — 2Chalmers University of Technology, Department

of Physics, Gothenburg, Sweden

In monolayers of transition metal dichalcogenides, weak screening leads
to the formation tightly bound excitons which dominate the optical
properties of these ultrathin materials. A pronounced circular dichro-
ism leads to a spin and valley selective excitation of excitons at the
corners of the hexagonal Brillouin zone. A microscopic understanding
of the lifetime of such optically injected spins is of crucial interest for
future technological applications. Here, based on a Heisenberg of mo-
tion formalism for excitons, we perform microscopic momentum and
spin resolved computations to investigate the impact of exciton phonon
coupling and intervalley exchange coupling on the valley lifetime of ex-
citons. In our analysis, we also include recently discussed indirect dark
excitons [1,2]. In the absence of low lying dark states we find valley
lifetimes below 1 ps, which increases by orders of magnitude if the
material is indirect.

[1] M. Selig et al., Nat. Commun. 7, 13279 (2016)

[2] M. Selig et al., arXiv:1703.03317 (2017)

DS 37.5 Fri 10:45 H 2032

Interface sensitive structure determination of silicon nano-

ribbons on Gold surfaces — ePeTer Roesel'?, PHILIPP
EspeTER'2, KarRmM SuamouTh?, ULr BEeRGEs!?, and CARSTEN
WesTpHAL"?2 — lExperimentelle Physik 1, Technische Universitit

Dortmund, Germany — 2DELTA, Technische Universitéit Dortmund,
Germany

In the last years there has been much progress in the growth and
analysis of 2D-materials beyond graphene on metallic surfaces. Es-
pecially, silicon based two-dimensional silicene and one-dimensional
silicon nano-ribbons came into scientific focus due to their promising
electronic properties. Beside the exact knowledge of the fascinating
electronic and chemical properties of such systems, the structural in-
formation is of great interest for precise DFT calculations. In this
context the interaction between the silicon nano-ribbons and the sub-
strate plays an important role. Techniques like STM or LEED provide
information about the electronic structure of such systems but neither
chemical information about the atomic bonds nor information about
the interface. Photoelectron spectroscopy and diffraction easily pro-
vide information about atomic bonds and the interface between silicon
nano-ribbons and the substrate, recently shown by Espeter et al [8].
The structure of silicon nano-ribbons on Ag(110) has recently been
resolved whereas their exact structure on Au(110) and the effect of the
interface needs to be analyzed in detail. Based on previous works, we
present first photoelectron diffraction results of silicon nano-ribbons
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on Au(110).

15 min. break.

DS 37.6 Fri 11:15 H 2032

Disclosing the nature of excitons in van der Waals ma-

terials: The role of layer stacking in hexagonal boron
nitride — eWaHIB AccouNe!l2, CaTeErINA CoccHI?3, DMITRII
NaBok?3, Karim Rezouari'!, MouaMED AkLl BEeLkHIR!, and

Craupia Draxr?3 — lLaboratoire de Physique Théorique, Faculté

des Sciences Exactes, Université de Bejaia, 06000 Bejaia, Algeria —
2Institut fur Physik and TRIS Adlershof, Humboldt-Universitat zu
Berlin, Berlin, Germany — 3European Theoretical Spectroscopic Fa-
cility (ETSF)

With the example of bulk hexagonal boron-nitride, a prototypical van
der Waals (vdW) crystal, we demonstrate that the electronic and opti-
cal properties of these materials can be tuned by layer patterning. By
modifying the stacking, energy, intensity, and character of the electron-
hole (e-h) pairs can be selectively modulated. Depending on the spe-
cific layer arrangement, lowest-energy excitons are localized within a
single layer or delocalized in the three-dimensional space. Only in
specific stackings charge-transfer e-h pairs appear above the absorp-
tion onset, triggered by the spatial distribution of the electronic states
involved. Our results, obtained within a first-principles many-body
framework, provide all the ingredients to identify, predict, and tailor
the character of the e-h pairs in vdW materials.

DS 37.7 Fri 11:30 H 2032
Evidence for low-dimensional charge transport in carbon
nitride polymers — oCHRISTOPH MERSCHIJANN — Helmholtz-
Zentrum-Berlin fiir Materialien und Energie GmbH, Hahn-Meitner-
Platz 1, 14109 Berlin — Freie Universitat Berlin, Fachbereich Physik,
Arnimallee 14, 14195 Berlin

Carbon nitride (CN) polymers have gained much interest in recent
years due to their potential application as both dark- and photocata-
lysts for various renewable-energy tasks, including water-splitting and
COg reduction, and others. Given their layered, van-der-Waals bound
structure, these materials resemble graphite, and are hence often called
"graphitic carbon nitrides" (g-C3N4). The main technical advantage
of CNs is the abundance of their constituents (C, N, and H) and the
absence of precious metals. However, compared to metal-based cata-
lysts, the activity of CN materials is still rather low, a fact that has
been largely attributed to their low conductivity. Recently, we found
evidence that this low conductivity is due to polaronic hopping mo-
tions of photoexcited electrons and holes, which predominantly move
vertical to the graphitic planes of the material. Backed-up by very
recent transient-spectroscopy studies, we will discuss the validity of
such a low-dimensional transport scenario, and its consequences for
applications in catalysis as well as in organic electronics in general.

DS 37.8 Fri 11:45 H 2032
Deterministic Positioning of Single-Photon Emitters in
Monolayer WSe; on the Nanoscale — eJonannes KEgrn?,
Iris Nienues!, PuiLipp ToNNDORF!, ROBERT ScHMIDT!, DANIEL
WiccER?, ROBERT SCHNEIDER!, TORSTEN STIEHM!, STEFFEN
MICHAELIS DE VAascoNcELLos!, Doris E. REITER?, TiLMaN KUHNZ,
and RupoLr Brarscuitsca! — lInstitute of Physics and Center for
Nanotechnology, University of Miinster, Germany — 2Institute of Solid
State Theory, University of Miinster, Germany

Single-photon emitters are an important building block for photonic
quantum technology. Here, we deterministically position single-photon
emitters in monolayer WSez on the nanoscale [1]. The atomically thin
semiconductor is placed on top of a gapped single-crystalline gold rod
which results in a folding of the monolayer around the metal nano-
structure. At the gap position, local strain is induced in the atomically
thin semiconductor. Excitons localize there and radiatively decay via
single-photon emission.

[1] J. Kern et al., "Nanoscale positioning of single-photon emitters
in atomically thin WSe2", Adv. Mater. 28, 7101-7105, (2016).

DS 37.9 Fri 12:00 H 2032
Pulsed Laser Deposition of Monolayer WSes — eAVAISE
MouaMmMED!, HiRoYUKI NAKAMURA!, PETER WoOCHNER!, SHYJU-
MON IBRAHIMKUTTY', ARMIN ScrHuLz!, KATHRIN MOLLER!, KRys-
TIAN Nowakowski?, Kerra Marsubpa3, JoHannes GEURs!', Yi-

JN  Zuanc!, Mona StaprLer?, KEeNJI WATANABE®, TAKASHI
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TANIGUCHI?, BENJAMIN STUHLHOFER!, GEORG CRISTIANI', GEN-

NADY Locvenov!, MicHAEL JETTER?, PETER MICHLER?, JURGEN
SMET!, ULricH STARKE!, and HipENORI Takaci!:® — IMPI-FKF —
2University of Twente — 3Nagoya University — 4IHFG, University of
Stuttgart — °NIMS — 6IFMQ, University of Stuttgart

Ultrathin WSez films were deposited using a custom built hybrid-
Pulsed Laser Deposition (PLD) system on different substrates. Ra-
man spectroscopy and atomic force microscopy were used to identify
the monolayer (ML) WSey. Synchrotron based grazing incidence X-ray
diffraction revealed WSes films to have a compressive strain on AlaO3
r-cut substrates. Angle resolved photoelectron spectroscopy confirmed
the valance band structure of ML WSez on epitaxial graphene with
a clear spin splitting of 480 meV. Photoluminescence signal was iden-
tified from ML WSes deposited on hexagonal BN. The results give
evidence for PLD to be an excellent approach for the growth of mono-
layer transition metal chalcogenides.

DS 37.10 Fri 12:15 H 2032

Gate-dependent spin dynamics of dark trion states in mono-
layer WSes — eMANFRED ERSFELD, FRANK VOLMER, MAXIM-

LIAN HeiTHOFF, CHRISTOPHER FRANZEN, CHRISTOPH STAMPFER,
and BERND BescHOTEN — 2nd Institute of Physics and JARA-FIT,
RWTH Aachen University, 52074 Aachen, Germany

We explore the spin dynamics in WSes monolayers by time-resolved
Kerr rotation measurements. The longest spin lifetimes of up to 150 ns
are observed at 5 K when resonantly pumping into charged exciton
states (trions). We explain these long spin lifetimes by the formation
of dark trion states which exhibit equal recombination lifetimes inde-
pendently measured by time-resolved reflectivity [1]. We show that the
spin lifetimes of the dark trion states strongly depend on the chemical
potential which we tune by applying a gate voltage to the WSeo flake
through a SiO2/Sit™ substrate. The formation of the dark trion states
require intervalley scattering driven by short range scattering centres.
Additional photoluminescence measurements indicate that this short
range scattering is caused by localized states and gets strongly dimin-
ished with increasing temperature which may also be relevant for the
overall strong decrease of both the spin amplitude and the spin lifetime
of the dark trion states with increasing temperature.
[1] F. Volmer et al., Phys. Rev. B 95, 235408 (2017)

DS 38: Focus Session: Frontiers of Electronic-Structure Theory: Correlated Electron Materials
VIII (joint session O/TT/MM/DS/CPP)

Organizers: Silke Biermann, Ecole Polytechnique, Palaiseau cedex, France; Paul R. Kent, Oak Ridge
National Laboratory, USA; Matthias Scheffler, Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin

(Synopsis provided with part I of this session)
Time: Friday 10:30-12:45

DS 38.1 Fri 10:30 HL 001
Ab initio photoluminescence in 2D materials — ePEDRO
MeLo'4, ANDREA MARINIZ#, MATTHIEU VERSTRAETED?, and ZEILA
ZanorLi®* — 1NanoMat / CESAM, ULiege Belgium — 2ISM CNR,
Ttaly — 3SRWTH Aachen Germany — “ETSF

The theoretical study of photoluminescence (PL) has been hindered in
the past due to lack of predictive ab initio numerical techniques [1,2,4].
We present a complete theoretical framework for the computation of
PL where electrons, nuclei, and photons are quantised. The intrinsic
non-equilibrium nature of the process is fully taken into account [3].
Starting from the Keldysh contour, we arrive at a set of equations for
the Green’s functions of electrons, phonons, and photons where the
different kinds of interactions are treated on the same footing. These
equations are then simplified by using the generalised Baym-Kadanoff
ansatz and the completed collision approximation [3]. This reduces the
problem to a set of decoupled equations for the density matrix that
describe all kinds of static and dynamical correlations. We show how
the micro-macro connection relates the observable spectrum with the
time-dependent microscopic dynamics, via the Bethe-Salpeter equa-
tion. Finally, we present the results of our numerical studies on 2D
materials, such as WS2, where we relate the evolution of the carrier
populations in the Brillouin zone with the changes in the PL spectrum
of the material, for a range of experimental setups. [1] M. F. Pereira
and K. Henneberger, PRB 58, 2064 (1998). [2] K. Hannewald, et al,
PRB 67, 233202 (2003). [3] P. M. M. C. de Melo and A. Marini, PRB
93, 155102 (2016). [4] S. W. Koch, et al, Nat Mat 5, 523 (2006).

DS 38.2 Fri 10:45 HL 001
Strain on molybdenum disulfide sheets with defects from first
principles — eMoHAMMAD BaHMANI!, MAHDI FAGHIHNASIRIZ, and
Tuaomas FravenHeEmM! — 'BCCMS, Physics Department, Bremen
University, Bremen, Germany — 2Physics Department, Shahrood Uni-
versity of Technology, Shahrood, Iran

Single layer of transition metal dichalcogenides(TMDCs) are under in-
tense investigations since the discovery of unique characteristics of 2D
and Vann der Waals layered materials. They are predicted to be the
most promising structure for various future nanoscale devices. They
have also novel applications in spintronic and optoelectronic. As a
result of thermal equilibrium and the kinetics of processing, all real
materials contain structural defects which show significant effects on
their electrical, optical, vibrational, magnetic, and chemical properties.
Besides, mechanical strain has very much influence on the electronic
properties of 2D materials, particularly TMDCs. For example, 0.5%
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biaxial strain force direct band gap in molybdenum disulfide(MoS2)
to become indirect since it breaks the crystalline symmetry. There-
fore, I study different types of point defects such as single and double
sulfur(S), single molybdenum(Mo) vacancies, and removing a Mo with
its three upper S neighbors. I also substitute a Mo vacancy with one
and two S atoms. Furthermore, as the second aim of this study, I
showed the modification of defect states under uniaxial and biaxial
compression and tensile strain. For the case of one S vacancy, this
moves shallow states into the valance band and importantly breaks
the degeneracy of degenerate states.

DS 38.3 Fri 11:00 HL 001
Competion of magnetic interactions and in-field behavior of
cycloidal Uranium compound UPtGe. — e¢LEONID SANDRATSKII
— Max Planck Institute of Microstructure Physics, Halle, Germany

Stimulated by recent high-field experiment [1] performed on unique ac-
tinide system with cycloidal magnetic structure, UPtGe, I performed a
series of calculations aiming to understand the nature of the sequence
of magnetic phase transitions caused by the applied magnetic field.
The physics of the system is determined by the fine balance of the
exchange interaction, magnetic anisotropy, and Dzyaloshinskii-Moriya
interaction. This balance of interactions governs, in particular, the
in-field behavior of the system. The physical consequences of the vari-
ation of the localization of the U 5f electrons is investigated.

[1] A. Miyake, A. Nakamura, Y. Shimura, Y. Honma, D. Li, F.
Honda, M. Tokunaga, D. Aoki, doi.org/10.11316/jpsgaiyo.71.1.0 2062.

DS 38.4 Fri 11:15 HL 001
Electron correlation effects in the electronic structure of
4f-atoms adsorbed on metal and Graphene substrates —
e ALEXANDER B. Suick!, DMITRY S. SHAPIRO?, and ALEXANDER I.
LicHTENSTEIN® — !Institute of Physics, Czech Academy of Sciences,
Prague, Czech Republic — 2nstitute of Radio Engineering and Elec-
tronics, Russian Academy of Sciences, Moscow — 3Institute of Theo-
retical Physics, University of Hamburg, Germany

Surface supported single magnetic atoms, the so-called ”single-atom
magnets”, open new opportunities in a quest for the ultimate size
limit of magnetic information storage. Initially, the research mainly
focused on 3d-atoms on surfaces. Recently, the attention was turned
to the 4f-atoms, culminating in the experimental discovery of mag-
netically stable Ho atom on MgO(001) substrate [1], and Dy atom on
graphene/Ir(111)[2]. We address the electronic and magnetic character
of 4f-atoms on metal and Graphene substrate making use of a combi-
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nation of the DFT with the exact diagonalization of Anderson impu-
rity model (DFT+ED) [3]. The spin and orbital magnetic moments
of Dy@Ir(111) and Dy/Graphene/Ir(111) are evaluated and compared
with experimental XMCD data. The magnetic anisotropy energy is
estimated, and the magnetic stability is discussed. The role of 5d-4f
interorbital exchange polarization in modification of the 4f-shell energy
spectrum is emphasized. [1| F. Donati et al., Science 352, 318 (2016).
[2] R. Baltic et al., Nano Lett. 16, 7610 (2016). [3] A. B. Shick, D. S.
Shapiro, J. Kolorenc, A. I. Lichtenstein, Sci. Rep. 7, 2751 (2017).

DS 38.5 Fri 11:30 HL 001
Interlayer trions in the MoS;/WS; van der Waals het-
erostructure — oTHORSTEN DEILMANN and KRISTIAN SOMMER
THYGESEN — CAMD, Department of Physics, Technical University
of Denmark, DK-2800 Kongens Lyngby, Denmark

Electronic excitations in van der Waals heterostructures can have in-
terlayer or intralayer character depending on the spatial localisation
of the involved charges (electrons and holes). In the case of neutral
electron-hole pairs (excitons), both types of excitations have been ex-
plored theoretically and experimentally. In contrast, studies of charged
trions have so far been limited to the intralayer type.

Here we investigate the complete set of interlayer excitations in a
MoS2/WS2 heterostructure using a novel ab-initio method, which al-
lows for a consistent treatment of both excitons and trions at the same
theoretical footing. Our calculations predict the existence of bound in-
terlayer trions below the neutral interlayer excitons. We obtain binding
energies of 18/28 meV for the positive/negative interlayer trions with
both electrons/holes located on the same layer. In contrast, a neg-
ligible binding energy is found for trions which have the two equally
charged particles on different layers.

DS 38.6 Fri 11:45 HL 001
The optimal one dimensional periodic table: a modified Petti-
for chemical scale from data mining — eMIGUEL MarQues! and
AnTontO SANNAZ — Mnstitut fiir Physik, Martin-Luther-Universitét
Halle-Wittenberg, D-06099 Halle, Germany — 2Max-Planck Institut
fiir Microstrukture Physics, Weinberg 2, 06120 Halle, Germany

Starting from the experimental data contained in the inorganic crys-
tal structure database, we use a statistical analysis to determine the
likelihood that a chemical element A can be replaced by another B
in a given structure. This information can be used to construct a
matrix where each entry (A,B) is a measure of this likelihood. By
ordering the rows and columns of this matrix in order to reduce its
bandwidth, we construct a one-dimension ordering of the chemical el-
ements, analogous to the famous Pettifor scale. The new scale shows
large similarities with the one of Pettifor, but also striking differences,
especially in what comes to the ordering of the non-metals.

DS 38.7 Fri 12:00 HL 001
Novel two-dimensional topological insulators from first prin-
ciples materials screening — eTHoMAs OLSEN and KRISTIAN
THYGESEN — Technical University of Denmark
We have applied first principles calculations to find new stable two-

dimensional materials with non-trivial band topology. The novel ma-
terials include more than 10 quantum spin Hall insulators, quantum
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anomalous Hall insulators and topological crystalline insulators pro-
tected by mirror symmetry. We also discuss the dual topological na-
ture of the band structure in the presence of both time-reversal and
mirror symmetry and show that odd mirror Chern numbers always
imply a quantum spin Hall effect.

DS 38.8 Fri 12:15 HL 001
Nanoparticles Classification with Self-Organisation Map
(SOM) on 3D Electrostatic Potential Surface (EPS) —
eBaicHUAN SuN and AMANDA BARNARD — Molecular & Materials
Modelling, Data61 CSIRO, Door 34 Goods Shed, Village St, Dock-
lands, VIC 3008, Australia

State-of-the-art deep learning (DL) algorithms are having tremendous
impact across all scientific fields, and Material Science (MS) is no ex-
ception. A combination of computational chemistry simulations and
DL techniques requires a hybrid computation/data research workflow,
which represents a revolutionary approach to MS studies. There is
a gap between the ab initio characterisation of nanomaterials with
electronic structure simulations and its analytics with DL frameworks
which stems from difficulties in representing quantum mechanical prop-
erties in such a way that is suitable for artificial neural networks.
To overcome this issue we are evaluating the efficiency of visualis-
ing the 3-D Electrostatic Potential Surface (EPS) with Self-organising
Maps (SOM), and integrating them directly into reliable DL frame-
works. A Self-organisation Map classifies high-dimensional data into
low-dimensional (normally 2D) space without supervision, while re-
taining the intrinsic topological relationship of the data set. As we
will show, it is possible to represent a 3D molecular EPS with a single
2D snapshot, or "fingerprint” of the particle, provided they are orienta-
tionally invariant. In this study we demonstrate how Ag nanoparticles
3-D EPS self-organising texture maps can be used to classify nanopar-
ticles based on the energy of the Fermi level.

DS 38.9 Fri 12:30 HL 001
Regulation of structure and high thermoelectric performance
of 1D SnTe via encapsulation within single-walled carbon
nanotube — ANDRIJ VASYLENKO!, eJAMIE WYNN2, SAM MARKs!,
PauvLo V. C. MEeDEIROS?, QUENTIN M. Ramasse?, ANDRew J.
Morris?, JEREMY SLoan!, and Davip QuigLEy! — !University of
Warwick, Coventry, UK — 2University of Cambridge, Cambridge, UK
— 3Daresbury Campus, Darsbury, UK — 4University of Birmingham,
Birmingham, UK
We present the extreme case of nanostructuring, exploiting capillar-
ity of single-walled carbon nanotubes (SWCNTs) for synthesis of the
smallest possible thermoelectric SnTe nanowires with cross sections as
small as a single atom. By adapting high-throughput ab initio ran-
dom structure searching, we discover several structures of SnTe that
can be formed within SWCNT and compare results with experimen-
tally obtained encapsulated SnTe nanowires. From first principles, we
demonstrate that by choosing the appropriate diameter of a template
SWCNT, we can manipulate the structure of 1D SnTe and its thermo-
electric performance. The demonstrated technique opens a practical
route towards nanostructural manipulation of electrical and thermo-
electric properties of the 1D materials. The best candidate 1D SnTe
structures demonstrate strongly enhanced ZT over a unprecedentedly
broad temperature range with a maximum value of 3.25.



