Berlin 2018 — O

Tuesday

O 41: Poster: Metal Substrates - Structure, Epitaxy, Growth and Adsorption

Time: Tuesday 18:15-20:30

O 41.1 Tue 18:15 Poster A

Bond of a Non-Alternant Aromatic

Molecule on Metal Substrates — eLukas RUPPENTHAL!,
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Franke3, Crauvpio K. Kruc!, Steran R. KacuerL!, PHIL

RoseNow!, FrRancois Posseik®, MARTIN Scumip!, RaLF ToNNER!,

INGMAR SWART?, CHRISTIAN KUuMPF3, and J. MicHAEL GOTTFRIED!

— 1FB Chemie, Philipps-Universitit Marburg, Germany — 2Debye

Insitute, Utrecht University, The Netherlands — 3Peter Griinberg In-
stitut (PGI-3), Forschungszentrum Jiilich, Germany

Surface Chemical

Metal/organic interfaces have a large impact on the performance of
organic-electronic devices, which makes their understanding an im-
portant target in surface science. Up to now, the focus has been al-
most exclusively on aromatic systems with alternant topology such
as pentacene, which have a uniform charge distribution and highly
delocalized frontier orbitals. In contrast, non-alternant aromatic sys-
tems have non-uniform charge distributions and more localized frontier
orbitals. These properties are potentially interesting for organic elec-
tronics. In this contribution, we present a systematic study of the
non-alternant aromatic molecule azulene on the (111) surfaces of Cu
and Ag and compare it to its alternant counterpart naphthalene on
the basis of NEXAFS, UPS, TPD, nc-AFM, STM and NIXSW mea-
surements. Periodic DFT calculations confirm that the non-alternant
topology results in much stronger interaction with metal surfaces, es-
pecially in the case of Cu(111), and that the resulting surface chemical
bond is more localized.

O 41.2 Tue 18:15 Poster A
spontaneous formation of a superconductor-topological insu-
lator HfTe3 - HfTes layered heterostructure — evuqQr wangh2,

xu wub?, yE-L1aNG wancl?, sHAO YAN!, TaO LEI®, Jia-OoU waNGS,
1

SHI-YU ZHU!, HAIMING GUO!, LING-XIAO zHAO!, SIMIN NIE!, HONG-
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Recently, 2D materials and their heterostructures have shown unusual
properties. In particular, HfTes films and bulk HfTes are reported
to be 2D large-gap topological insulators (TIs) and superconductors
(SCs), respectively. Such a heterostructure made of an s-wave SC and
a TI is potentially suitable for studying amazing phenomena including
Majorana Fermions. Here we report fabricating a SC-TI heterostruc-
ture with a layered configuration of HfTes/HfTes [1]. The structure
of the heterostructure has been determined by STM and XPS. STS
measurements reveal a band-gap as large as 60 meV in the HfTe5 film
and a SC spectrum in HfTes /HfTes film. Our current method of mak-
ing desired heterostructures is based on a spontaneous formation pro-
cess using surface reactions. This method may provide new routes for
the development of other functional heterostructures and nanodevices.
References 1. Y. Wang et al., Adv. Mater, 28, 5013 (2016).
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IV-LEED investigations of Ag(001): experimental effects
and data analysis — eJAascHA BaHLMANN, FREDERIC TIMMER,
and JoacHiIM WoOLLSCHLAGER — Fachbereich Physik, Universitat Os-
nabriick, Barbarastrafie 7, 49076 Osnabriick, Germany

IV-LEED is a powerful technique for surface sensitive structure analy-
sis since the electrons of the used energy range provide information of
only the few topmost surface layers. For a successful IV-LEED analy-
sis, it is crucial to know the influences of the experimental setup like
the angle of incidence of the electron beam or the temperature of the
sample as well as the subtleties in data evaluation.

These effects were investigated systematically for the well known
Ag(001) surface. Especially, we examined their influence on IV-curves
recorded in the energy range 50-700 eV and studied the effect on the
Pendry R-factor and the resulting geometrical structures determined
by IV-LEED analysis. Low temperatures and a well known angle of in-
cidence are essential for reliable results. Additionally the Debye-Waller
factor and the root mean square of the thermal displacement of atoms
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were determined. Furthermore the influence of different filters for the
smoothing of experimental spectra was evaluated.
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Investigation of Fe/W(110) system with Field Emission
Scanning Probe Microscopy — eRoBIN PROBsTING!, GABRIELE
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Switzerland — 2Istanbul Technical University, Department of Physics,

34469 Istanbul, Turkey

We studied the structural and electronic properties of atomic layer iron
films on clean and carbide covered W(110) crystal surfaces. Surface
structures were studied first by scanning tunnelling microscopy (STM).
By means of retracting the tip several nanometres from the sample and
increasing the tip bias with respect to the sample, we are able to mea-
sure field emitted current both on the tip and on the sample side of the
junction. Also, secondary electrons (SE) generated on the sample were
collected with a channeltron. Secondary electron maps of the surfaces
acquired simultaneously with the absorbed current maps revealed that
the local electronic nature of the iron-tungsten system is much richer
than the STM shows. The nanometre lateral resolution attained in SE
maps and the measurement of the image potential states on different
surface locations presents the Topografiner as a potential candidate for
atomic level spectroscopy on surfaces.
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Surface crystallography of large organic molecules on metal
and insulator surfaces by LEED-IV wusing Fourier coeffi-
cients — eINa KriEGERD3, GEORG HELD?, CHRIsTIAN KUMPF3, and
MogriTz SokoLowski! — nstitut fiir Physikalische und Theoretische
Chemie, Universitdt Bonn, 53115 Bonn, Germany — 2Department of
Chemistry, University of Reading and Diamond Light Source, UK —
3Peter Griinberg Institut (PGI-3), Forschungszentrum Jiilich, 52428
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We will report on LEED-IV analysis of the large organic molecules
PTCDA and NTCDA on the metal and insulator surfaces Ag(100),
Ag(111), and KCI(100). Using data from different angles of electron
incidence and optimizing the LEED-IV program code we were able to
extend the experimental data set and shorten the calculation times re-
quired for the complex and large unit cells. Furthermore, the distortion
of the PTCDA molecule and the buckling of the Ag surface were de-
scribed by Fourier coefficients taking into account the symmetry of the
system [1]. The idea of this procedure is to suppress unphysical verti-
cal displacements of atoms on a short-wave-length scale by restriction
to lower order coefficients.

By this, we obtain good Pendry R-factors, for PTCDA/Agl00 of
about 0.23. We were able to derive the vertical distortions of the oxy-
gen atoms in the functional group and the buckling of the Ag surface
in rather good agreement with earlier results from DFT and NIXSW
studies.

[1] W. Moritz et al, Phys. Rev. Lett. 104, 136102 (2010).
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One-dimensional molecular chain of Co(TAP) on Au(111) —
¢CEN YIN — Peking university, beijing, China

combined scanning tunneling microscopy(STM), scanning tunneling
spectroscopy (STS), ) and tip molecular manipulation technique have
employed to systematically explore on-surface properties of Co(TAP),
as summarized in the following. On Au (111), the Co(TAP) molecules
form two kinds of one-dimensional molecular chains. One is the bent
chains that bend at the elbow points of the substrate and gradually
disappear with the increase of its coverage. The other is the straight
one-dimensional chains which adopt three specific surface orientations
forming an obtuse angle of 1200 against each other at low coverage.
At high coverage, the straight molecular chains will not vanish. Varia-
tions of the assmeemblye structures with experimental conditions.On
Au(111), the assembly structure is more seriously affected by tem-
perature than by the coverage . At liquid nitrogen temperature, the
Co(TAP) molecules form one-dimensional chains along the herringbone
troughs eventually two-dimensional assembly structure at full cover-
age. On Ag (111), three co-existing assemblies the assembllies formed
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and are not affected by coverage and temperature. On Cu(111), the
two-dimensional assembly structure appears only if the surface covrage
reaches nearly full coverage.
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First principles investigations on the electronic structure
of mercaptocarboxylic acids adsorbed on ZnO surfaces —
eDENNIS FrRANKE!, MicHAEL Lorke!, ANDREIA Luisa pAa Rosa2,
and TrOMAS FRAUENHEIM! — 1Bremen Center for Computational
Materials Science, University of Bremen, Germany — 2Universidade
Federal de Minas Gerais, Dept. of Physics, Brazil

Scientific interest in devices consisting of organic and inorganic ma-
terials has grown over the past years. Such devices based on nanos-

tructures are very sensitive to adsorbed compounds due to their large
surface to volume ratios. In this work we investigate the electronic
properties of mercaptocarboxylic acids (MPA) SH-(CH2),-COOH ad-
sorbed on ZnO-(1010) surfaces via density functional theory calcula-
tions (DFT) using semi-local and hybrid exchange-correlation func-
tionals. Previous DFT based results have shown that functionalizing
the ZnO surface with a thiol group leads to molecular states inside
the band gap. We find two possible binding modes for the thiol group
on the surface, a monodentate and a bridge mode. We study the in-
fluence of both binding modes for different lengths of the methylene
chain (n=1, 2, 4, 5, 7) on the density of states (DOS) and the dielectric
function to draw conclusions about the possibility to tune the optical
properties of ZnO nanostructures.



