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Gaede Prize Talk

PRVII Wed
Invited Talks
DS 5.1 Tue
DS 9.1 Wed
DS 13.1 Thu
DS 15.1 Thu
DS 171 Thu
DS 17.2 Thu
DS 17.3 Thu

13:15-13:45

9:30-10:00

9:30-10:00

9:30-10:00

11:15-11:45

16:15-16:45

16:45-17:15

17:15-17:45

HSZ 01

Towards

chemical and optical band structure engineering in

molecular-based heterostructures — eBENJAMIN STADTMUELLER

SCH A 316

SCH A 316

SCH A 316

SCH A 316

SCH A 316

SCH A 316

SCH A 316

Operando infrared studies of confined water and protons in MX-
ene — oMAILIS LOUNASVUORI

Fliissigphasen-Elektrochemie im Ultrahochvakuum unter XPS-
Kontrolle — eFRANK ENDRES

Towards Catalytic Applications of Infrared Laser Polarimetry —
e ANDREAS FURCHNER, KARSTEN HINRICHS

In-Situ Optical Investigation of Electrochemically Induced Con-
formational Changes at Solid Liquid Interfaces: A Source of new
Electronic States — eCHRISTOPH COBET

In-situ optical spectroscopy on electrochemical interfaces: From
OER electrocatalysts to ”smart” electro-switchable interfaces —
oMARTIN RABE

The physics of low symmetry semiconductors: Gallium oxide for
the future of green energy as example — eMATHIAS SCHUBERT
Spectroscopic ellipsometry studies of optical constants in highly
excited semiconductors — eSTEFAN ZOLLNER

Invited Talks of the joint Symposium SKM Dissertation Prize 2023 (SYSD)
See SYSD for the full program of the symposium.

SYSD 1.1

SYSD 1.2

SYSD 1.3

SYSD 1.4

SYSD 1.5

Mon

Mon

Mon

Mon

Mon

9:30-10:00

10:00-10:30

10:30-11:00

11:00-11:30

11:30-12:00

HSZ 04

HSZ 04

HSZ 04

HSZ 04

HSZ 04

Diffusion of antibodies in solution: from individual proteins to phase
separation domains — e ANITA GIRELLI

Intermediate Filament Mechanics Across Scales — e ANNA V. SCHEP-
ERS

Ultrafast Probing and Coherent Vibrational Control of a Surface
Structural Phase Transition — eJAN GERRIT HORSTMANN
Electro-active metasurfaces employing metal-to-insulator phase
transitions — eJULIAN KARST

The role of unconventional symmetries in the dynamics of many-
body systems — ePABLO SALA
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Invited Talks of the joint Symposium Ultrafast Excitation Pathways of Quantum Materials

(SYUE)

See SYUE for the full program of the symposium.

SYUE 1.1

SYUE 1.2

SYUE 1.3

SYUE 1.4

SYUE 1.5

SYUE 1.6

Wed

Wed

Wed

Wed

Wed

Wed

9:30-10:00

10:00-10:30

10:30-11:00

11:15-11:45

11:45-12:15

12:15-12:45

HSZ 01 Dynamics and control in quantum materials using multi-terahertz
spectroscopy — eRICHARD AVERITT

HSZ 01  Accessing the nonthermal phonon populations in 2D materials with
femtosecond electron diffuse scattering — eHELENE SEILER

HSZ 01 Exciting potentials — Exploring the realms of ultrafast phase tran-
sitions — eLAURENZ RETTIG

HSZ 01  Sub-cycle multidimensional spectroscopy of strongly correlated ma-
terials — e¢OLGA SMIRNOVA

HSZ 01 Witnessing many-body entanglement in light-driven quantum ma-
terials — eMATTEO MITRANO

HSZ 01  Optical responses of photoexcited materials: from parametric am-

plification to photoinduced superconductivity — eEUGENE DEMLER

Invited Talks of the joint Symposium Physics of van der Waals 2D Heterostructures (SYHS)
See SYHS for the full program of the symposium.

SYHS 1.1 Fri  9:30-10:00 HSZ 01 Novel moiré excitons and ultrafast optical dynamics in van der Waals
2D heterostructures — eSTEVEN G. LOUIE

SYHS 1.2 Fri 10:00-10:30 HSZ 01 Interaction induced magnetism in 2D semiconductor moiré superlat-
tices — eXIAODONG XU

SYHS 1.3 Fri 10:30-11:00 HSZ 01 Ions in tight places: intercalation and transport of ions in van der
Waals heterostructures — eIRINA GRIGORIEVA

SYHS 1.4 Fri 11:15-11:45 HSZ 01 Spin-orbit proximity in van der Waals heterostructures — eFELIX
CASANOVA

SYHS 1.5 Fri 11:45-12:15 HSZ 01 Plethora of many-body ground states in magic angle twisted bilayer
graphene — eDMITRI EFETOV

Sessions

DS 1.1-1.6 Mon  9:30-11:00 SCH A 316 2D Materials and their Heterostructures I: Graphene

DS 2.1-2.5 Mon 11:30-12:45 SCH A 316 2D Materials and their Heterostructures II: h-BN and WSe,

DS 3.1-3.5 Mon 11:30-12:45 SCH A 315 Organic Thin Films, Organic-Inorganic Interfaces (joint ses-

sion DS/CPP)

DS 4.1-4.6 Mon 15:30-17:00 SCH A 316 Thin Film Properties I

DS 5.1-54 Tue 9:30-10:45 SCH A 316 2D Materials and their Heterostructures ITI

DS 6.1-6.4 Tue  10:00-11:00 SCH A 315 Thin Film Properties II (joint session DS/KFM)

DS 7.1-7.5 Tue 11:15-12:30 SCH A 316 2D Materials and their Heterostructures IV

DS 8.1-8.5 Tue 11:30-12:45 SCH A 315 Thin Film Properties 111

DS 9.1-9.3 Wed  9:30-10:30 SCH A 316 Layer Properties I

DS 10.1-10.5  Wed 11:00-12:15 SCH A 316 Layer Properties II

DS 11.1-11.5  Wed 11:00-12:15 SCH A 315 Thin Film Application

DS 12.1-12.57 Wed 17:00-19:00 P3 Poster

DS 13.1-13.5  Thu 9:30-11:00 SCH A 316 Optical Analysis of Thin Films I

DS 14.1-14.7  Thu 9:30-11:15 SCH A 315 Thin Oxides and Oxide Layers

DS 15.1-15.5  Thu 11:15-12:45 SCH A 316 Optical Analysis of Thin Films II

DS 16.1-16.6  Thu 11:30-13:00 SCH A 315 Thermoelectric and Phase Change Materials; Layer Deposi-

tion
DS 17.1-17.3  Thu 16:15-17:45 SCH A 316 Optical Analysis of Thin Films III
DS 18 Thu 18:00-19:00 SCH A 315 Members’ Assembly

Members’ Assembly of the Thin Films Division

Thursday 18:00-19:00 SCH A 316
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Monday

DS 1: 2D Materials and their Heterostructures I: Graphene

Time: Monday 9:30-11:00

DS 1.1 Mon 9:30 SCH A 316
Atomistic and network models for graphene based macroma-
terials: role of intercalation, defects and dopants — eFLORIAN
Fucus!? and Jore Schuster!>? — IFraunhofer Insitute for Elec-
tronic Nano Systems (ENAS), Chemnitz, Germany — 2Center for
Materials, Architectures and Integration of Nanomembranes (MAIN),
Chemnitz University of Technology, Chemnitz, Germany

The excellent properties of graphene can be utilized in macroscopic
conductor materials if the individual flakes are decoupled from each
other, for example by misalignment of the lattices or by intercalation.
Such materials are promising candidates to replace metals for numer-
ous electrical conductor applications [1].

We show the results of a network model [2,3] which relates the struc-
tural arrangement and the properties of the individual graphene flakes
to the macroscopically observed electrical conductivity. By this model
we assess the properties of the macromaterial as a function of rele-
vant parameters such as flake size, packing density, the graphene flake
conductivity, and the interlayer conductance.

On the flake-level, intercalation, doping, and defect healing control
the conductivity of the graphene-based macromaterial. We performed
density functional theory calculations of these processes. In our pre-
sentation we discuss the impact on the material quality by focussing
on the in-plane and the out-of-plane conductivity.

[1] J. Schuster et al., Nano Express 1, 020035 (2020)

[2] J. Schuster et al., ACS Appl. Mater. Interfaces 10, 43008 (2018)

[3] J. Schuster et al., Comp. Mat. Science 161 , 364 (2019)

DS 1.2 Mon 9:45 SCH A 316
Post-processing on graphene field-effect transistors by crit-

ical point drying — eHamip Reza Rasouri!, Davip Kaiser!,

CurisToF NEUMANN!, MarTHA FrEY!, GHAzZALEH Esnacui!,
Tuomas WEIMANNZ, and ANDREY TurcHANIN! — lInstitute of
Physical Chemistry, Friedrich Schiller University Jena, 07743 Jena,
Germany — 2Physikalisch-Technische Bundesanstalt (PTB), 38116

Braunschweig, Germany

We report on a critical point drying (CPD) technique with supercriti-
cal carbon dioxide (S-CO2) as a post-processing step to enhance elec-
trical performance of graphene field-effect transistors (GFETs). This
technique is promising for integration into the industrial clean rooms
environment and demonstrates high potential not only for GFETs but
also for other electronic, photonic and optoelectronic devices based on
2D materials.

DS 1.3 Mon 10:00 SCH A 316
Intercalation of indenene in SiC/graphene interface —
oeCEeDpRIC ScumiTT! 2, JoNas ErHArRDT!2, TiEN-LiN Ler3, TiMUR
Kiv?3, SiMoN Moser!2, and RaLpH CLagssen!:2 — 1Physikalisches
Institut, Universitdt Wiirzburg, D-97074 Wiirzburg, Germany —
2Wiirzburg-Dresden Cluster of Excellence ct.qmat, Universitit
Wiirzburg, D-97074 Wiirzburg, Germany — 2Diamond Light Source,
Harwell Science and Innovation Campus, Didcot, UK

In the search for new quantum materials, ultrathin metals are highly
interesting as they push bulk properties to the 2D limit and foster
novel quantum effects. Unfortunately, unprotected metals are prone
to oxidation in air, making them useless for transport devices. Here,
we report about a capping method for 2D materials via metal inter-
calation. In this process an atomic metal monolayer is sandwiched
between a SiC substrate and a graphene buffer layer, thus forming
freestanding graphene, which protects the intercalated layer against
oxidation. Previous intercalation studies focused mainly identifying
stable allotropes but lack a detailed investigation of metal coverage and
oxidation. Here, we study the intercalation of indenene, a monolayer
of indium, which is a novel quantum material [1]. First experiments
indicate the indenene layer to remain intact upon air exposure, indeed
pointing to an effective protective function of the overlayer graphene.
Furthermore, we observe an enlarged In-Si bond distance, which is
expected to have a larger non-trivial energy gap.

[1] M. Bauernfeind et al. Nat. Commun. 12, 5396 (2021)

Location: SCH A 316

DS 1.4 Mon 10:15 SCH A 316
Ultrafast photo-thermoelectric currents in graphene —
eXiaoYl ZHou, NINA PETTINGER, JOHANNES GROBMEYER, PHILIPP
ZIMMERMANN, and ALEXANDER HOLLEITNER — Walter Schottky In-
stitut and Physics Department, Technische Universitdt Miinchen, Ger-
many

Graphene as an optoelectronic material has attracted significant at-
tention due to its interesting properties such as fast charge carrier
relaxation rates, broadband optical absorption and high carrier mobil-
ities. We apply an ultrafast on-chip pump-probe photocurrent spec-
troscopy to demonstrate an immediate thermoelectric photocurrent
after a femtosecond laser pulse. We demonstrate that gate-tunable
graphene junctions can be integrated into THz-circuits, paving the
way for graphene-based ultrafast photodetectors and switches.

DS 1.5 Mon 10:30 SCH A 316
Twist angle dependent proximity induced spin-orbit-coupling
in graphene/TMDC and graphene/TI heterostructures —
eTHOMAS NaIMER!, Kraus ZoLLNER!, MAaRrrTIN GwmiTRAZ, and
JarosLav FaBian! — lInstitute for Theoretical Physics, University
of Regensburg, 93040 Regensburg, Germany — 2Institute of Physics,
Pavol Jozef Safarik University in Kosice, 04001 Kosice, Slovakia

We investigate the proximity-induced spin-orbit coupling in twisted
heterostructures of graphene/transition-metal dichalcogenides (MoSz,
WSa, MoSez, and WSez) as well as graphene/topological insulators
(Bi2Ses and BigTes) from first principles. We establish that, regard-
less of the twist angle, the band offsets between the Dirac point and
the substrate bands vary linearly with the strain, which is necessary for
defining commensurate supercells. This relation allows to identify the
apparent zero-strain band offsets and find a compensating transverse
electric field correcting for the strain. The resulting corrected band
structure is then fitted around the Dirac point to an established spin-
orbit Hamiltonian, yielding the twist angle dependencies of the spin-
orbit couplings. While for most structures a mix of Rashba and valley-
Zeeman spin-orbit coupling is present, we also witness the emergence of
Kane-Mele spin-orbit coupling in graphene/topological insulator struc-
tures at 30° twist angle. This work was funded by the Elite Network
of Bavaria, the Deutsche Forschungsgemeinschaft (DFG), SFB 1277,
SPP 2244 and by the European Union Horizon 2020 Research and
Innovation Program under contract number 8381603 (Graphene Flag-
ship). M.G. acknowledges VEGA 1/0105/20.

DS 1.6 Mon 10:45 SCH A 316
Mobile trions in two-dimensional hybrid perovskites —
Jonas Davip ZiecLErR!, Yreongsu Cuo?, eSopuia TERREs!,
MataN MEeNAHEM®, OMER YAFrE3, Takasur Tanicucur?, Keni
WartanaBe?, TimoTHY C. BERKELBACH?, and ALEXEY CHERNIKOV!
— 1TU Dresden, Dresden, Deutschland — 2Columbia University, New
York, USA — 3Weizmann Institute of Science, Rehovot, Israel —

4National Institute for Materials Science, Tsukuba, Japan

Two-dimensional hybrid perovskites represent natural quantum well
systems composed of alternating organic and inorganic molecular lay-
ers. They combine an efficient coupling of electrons to a soft lattice
with strong Coulomb interactions between the charge carriers. The
latter leads to the formation of tightly bound excitons that determine
the optical response of this class of materials. The interaction between
excitons and free charge carriers, however, remains difficult to access
in halide perovskites due to persistent challenges to introduce doping.

Here, we report experimental realization of electrically tunable, ul-
trathin two-dimensional perovskites, by combining them with hBN and
multilayer graphene in field-effect transistor geometries. We demon-
strate the formation of both negatively and positively charged exciton-
electron complexes, known as trions with binding energies up to 46
meV. These values are a direct consequence of strong Coulomb inter-
action and scale with exciton binding energies, as demonstrated by
theoretical calculations. The trions exhibit finite oscillator strength in
absorption-like response, are localized at cryogenic temperatures, and
exhibit thermally activated diffusion at 50 K.
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Monday

DS 2: 2D Materials and their Heterostructures II: h-BN and WSe,

Time: Monday 11:30-12:45

DS 2.1 Mon 11:30 SCH A 316
Engineering of exciton g-factors in van der Waals structures
— eTomasz WozNiAk!, PauLo Faria JuNior2, ANDREY CHAVESS,
UMM-E-HANI AscHAR?, and Acnieszka Kuc® — 1Wroctaw Uni-
versity of Science and Technology, Poland — 2Universitaet Regens-
burg, Germany — 3Universidade Federal do Ceara, Brazil — %Jacobs
Universitaet Bremen, Germany — °Helmholtz-Zentrum Dresden-
Rossendorf, Germany

We develop a fully ab-initio based calculation scheme for excitonic
g-factors, which describe their energy dependence on external mag-
netic field, and apply it to 1L TMDs and MoSez/WSez heterobilay-
ers, obtaining excellent agreement with experiments [1]. We identify
a series of magneto-PL peaks in 1L WS> based on the calculated g-
factors of excitons, trions and biexcitons, as well as phonon replicas of
the dark trion [2]. We explain the reduction of g-factor measured in
MoSes/WS2 by the spatial confinement of the intralayer moiré exciton
[3]. We find a significant strain dependence of excitonic g-factors and
dipole strengths in 1L TMDs. It allows to explain the strain-induced
hybridization of direct and indirect excitons in WSy [4,5]. We investi-
gate a new class of hexagonal materials with formula MSizZ4 (M: Mo,
W; Z: N, P, As, Sb), which are isosymmetric to 1L TMDs. We find a
new set of circularly polarized excitonic transitions with high binding
energies and large positive g-factors [6].

[1] Phys. Rev. B 101, 235408 (2020) [2] Nano Lett. 21, 2519 (2021)
[3] Nano Lett. 21, 8641 (2022) [4] Phys. Rev. Lett. 129, 067402 (2022)
[5] New J. Phys. 24, 083004 (2022) [6] arXiv:2210.10679 (2022)

DS 2.2 Mon 11:45 SCH A 316
Phase-locked photon-electron interaction without a laser ap-

plied to 2D Materials — eNaniD TaLesr!, Masoup TaLEs!,

Mario HeNTscHEL?, Kal RossNaGEL!, and HARALD GIESSEN? —
nstitute for Experimental and Applied Physics, Kiel University,
24118 Kiel, Germany — 24th Physics Institute and Research Center

SCoPE, University of Stuttgart, 70569 Stuttgart, Germany

Ultrafast electron-photon spectroscopy in electron microscopes com-
monly requires ultrafast laser setups. Photoemission from an engi-
neered electron source is used to generate pulsed electrons, interacting
with a sample that is excited by the ultrafast laser pulse at a specified
time delay. Here, we present an inverse approach based on cathodolu-
minescence spectroscopy to introduce internal radiation sources in an
electron microscope. Our method is based on a sequential interaction
of the electron beam with an electron-driven photon source (EDPHS)
and the investigated sample. An electron-driven photon source in an
electron microscope generates phase-locked photons that are mutu-
ally coherent with the near-field distribution of the swift electron. We
demonstrate the mutual coherence between the radiations from the
EDPHS and the sample by performing interferometry with a combined
system of an EDPHS and a WSe2 flake. Our method has the advan-
tage of being simple, compact and operating with continuous electron
beams. It will open the door to local electron-photon correlation spec-
troscopy of quantum materials, single photon systems, and coherent
exciton-polaritonic samples with nanometric resolution.

DS 2.3 Mon 12:00 SCH A 316
Phase-locked photon-electron interaction without a laser ap-
plied to 2D Materials — eNAHID TALEBI — Institute for Experi-
mental and Applied Physics, Kiel University, 24118 Kiel, Germany

Ultrafast electron-photon spectroscopy in electron microscopes com-
monly requires ultrafast laser setups. Photoemission from an engi-
neered electron source is used to generate pulsed electrons, interacting
with a sample that is excited by the ultrafast laser pulse at a spec-
ified time delay. Thus, developing an ultrafast electron microscope
demands the exploitation of extrinsic laser excitations and complex
synchronization schemes. Here, we present an inverse approach based

Location: SCH A 316

on cathodoluminescence spectroscopy to introduce internal radiation
sources in an electron microscope. Our method is based on a sequen-
tial interaction of the electron beam with an electron-driven photon
source (EDPHS) and the investigated sample. An electron-driven pho-
ton source in an electron microscope generates phase-locked photons
that are mutually coherent with the near-field distribution of the swift
electron. We demonstrate the mutual coherence between the radia-
tions from the EDPHS and the sample by performing interferometry
with a combined system of an EDPHS and a WSe2 flake. Our method
has the advantage of being simple, compact and operating with con-
tinuous electron beams. It will open the door to local electron-photon
correlation spectroscopy of quantum materials, single photon systems,
and coherent exciton-polaritonic samples with nanometric resolution.

DS 24 Mon 12:15 SCH A 316
Mobile interlayer excitons at the Mott transition in Moiré-

free heterostructures — eEpiTH WIETEK!, MIKHAIL M. GLAZOVZ,

MarTHiAS FLoriaN3, Takasur TanicucHr?, KeNJ1 WATANABE?,
ALEXANDER STEINHOFF®, and ALEXEY CHERNIKOV! — !Technische
Universitét Dresden — 2Sankt Petersburg — 3University of Michigan

— 4NIMS, Ibaraki — 5Universitat Bremen

Vertically stacked heterostructures of transition metal dichalcogenides
present an exciting platform to study electronic and excitonic many-
particle states. In this study we investigate propagation of excitons
in these systems from low to very high densities to disentangle the
effects of dipolar excitons from those stemming from moiré effects.
We take advantage of hBN-encapsulated WSe2/MoSe2 heterostruc-
tures studied in the moiré-free limit of large, atomically reconstructed
domains. Using ultrafast microscopy, we show that the interlayer ex-
citons propagate freely even at cryogenic temperatures and low den-
sities. At elevated exciton densities, we demonstrate that in addition
to broadly assumed exciton-exciton repulsion, the non-linear increase
of the diffusion coefficient also originates from efficient exciton-exciton
annihilation. Remarkably, at the exciton ionization threshold of the
Mott transition and beyond, we reveal a highly unusual regime of neg-
ative effective diffusion that persist for many 100’s of ps after the
excitation. This observation presents a particularly interesting case
of non-equilibrium phenomena in composite many-particle systems,
highlighting the rich physics of optical excitations in van der Waals
heterostructures.

DS 2.5 Mon 12:30 SCH A 316
Atomic structures of single photon emitters in hexago-
nal boron nitride — eTJjorBEN MarTHES!, ANaAND Kumar!,
CuanaProM CHoLsUK!, and ToBias VocL!»2 — Institute of Applied
Physics, Friedrich-Schiller-University Jena, Albert-Einstein-Strafe 15,
07745 Jena — 2Fraunhofer-Institute for Applied Optics and Precision

Engineering IOF, Albert-Einstein-Str. 7, 07745 Jena

Single photon emitters in solid-state crystals have received a lot of
attention as building blocks for numerous quantum technology appli-
cations. Fluorescent defects in hexagonal boron nitride (hBN) stand
out due to their high luminosity and robust operation at room tem-
perature. The fabrication of identical emitters at pre-defined sites
is still challenging, which hampers the integration of these defects in
optical systems and electro-optical devices. Additionally, the atomic
structure of many defects remain unclear or are subject to ambigu-
ous guess-work. Here, we show an analysis on the atomic structures
of defects we created by electron beam irradiation using a standard
scanning electron microscope with deep sub-micron lateral precision.
The emitters are created with a high yield and a reproducible spec-
trum peaking at 575 nm. We also present results on correlating crystal
structure properties and polarization dynamics. Our results indicate
that these emitters that all emitters are identical, which is a crucial
advantage for the realization of quantum integrated devices, as well as
for the identification of these fluorescent defects.
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Monday

DS 3: Organic Thin Films, Organic-Inorganic Interfaces (joint session DS/CPP)

Time: Monday 11:30-12:45

DS 3.1 Mon 11:30 SCH A 315
Thickness dependency of the critical dose for beam-sensitive
two-dimensional polymers — eDavip Mticke!, Ute Kaiser!, and
HaovuaN Q112 — 1Central Facility of Material Science Electron Mi-
croscopy, Universitit Ulm, 89081 Ulm, Germany — 2Center for Ad-
vancing Electronics Dresden (cfaed) & Faculty of Chemistry and Food
Chemistry, Technische Universitat Dresden, 01062 Dresden, Germany

For organic materials the achievable resolution in a TEM is limited
by their resilience against electron irradiation. Due to that, increasing
the critical dose of these sensitive materials is of highest importance.
For layer stacked materials, where the thickness is easily controllable,
the thickness dependency of the critical dose is a key feature. Aimed
at gathering a better understanding of this effect, in our study this
dependency was examined in more detail. To achieve this, the critical
dose of a triazine-based 2D polymer|1] was measured for a wide thick-
ness range. The polymer samples, obtained by mechanical exfoliation,
ranged from 15 nm to 85 nm thickness. To obtain the critical dose
of the polymer, sequences of electron diffraction patterns with a dose
of only 0.5 e~ /A? where obtained. The measurements revealed, that
the critical dose for amorphization of this polymer is only 1-2 e~ /A2,
independent of sample thickness.

References

1. F. Hu, et al. J. Am. Chem. Soc. 143, 5636-5642 (2021).

DS 3.2 Mon 11:45 SCH A 315
Determining Anisotropic Effects in Strongly Coupled Metal
Organic Hybrid Structures — eMaxiMmiLIAN RoODEL!, Jin-
HONG Kim2, MarrtHias StorLTE2, Luca NiLs PHILIPP3, MATTHIAS
LeuMANN2, Frank WOURTHNER?, Roranp Mitric®, and JENS
Prraumb? — 1Experimental Physics VI, University of Wiirzburg —
2Institut fiir Organische Chemie and Center for Nanosystems Chem-
istry, University of Wiirzburg — 3Institut fiir Physikalische und The-
oretische Chemie, University of Wiirzburg — “*Bavarian Center for

Applied Energy Research, 97074 Wiirzburg

Coupling phenomena in metal organic hybrid structures enable unique
possibilities to tune the properties of opto-electronic devices. Further-
more, the strong coupling between surface plasmons and excitons in
organic semiconductors leads to novel hybrid states, which are termed
plexcitons|1]. By means of a Kretschmann Set Up we investigate these
plexcitonic states in oriented liquid crystalline perylene bisimide (PBI)
thin films deposited via off-centered spin coating on gold surfaces which
exhibiting J-type coupling [2]. The Alignment of the hydrogen-bonded
PBI molecules and, thus, their transition dipoles results in long-range
ordered films with a pronounced spatially anisotropy of structural and
optical characteristics. These new states show a characteristic cou-
pling strength of ~27meV. Understanding this directional correlation
between molecular order and optical properties will enable new device
concepts utilizing the presented opto-electronic directionality.

[1] Maximilian Rédel et al. J. Phys. Chem. C 2022, 126(8), 4163-4171
[2] Stefanie Herbst et al. Nat. Commun. 2018, 9(1), 2646-2654.

DS 3.3 Mon 12:00 SCH A 315
Long-term degradation in Blatter radical derivative thin
films — eEwa Nowik-Borryk, ToBiAs JUNGHOFER, and MARIA
BENEDETTA CAsu — Universitdt Tiibingen, Institut fiir Physikalische

Location: SCH A 315

und Theoretische Chemie, Auf der Morgenstelle 18, D-72076 Tiibin-
gen,GERMANY

Materials with a radical site are strong candidates for ground-breaking
applications from energy storage to quantum computing. In this frame-
work, Blatter radical derivatives are very attractive due to their chemi-
cal stability. We focus on the latest insights regarding the fundamental
mechanisms of radical thin film long-term degradation, by comparing
two Blatter radical derivatives, using X-ray-based techniques, such as
photoelectron spectroscopy and absorption spectroscopy. Our findings
indicate that air exposure affects the chemical and magnetic properties
of the thin films.

DS 3.4 Mon 12:15 SCH A 315
Controlled Thermal Deposition of Organic Diradicals —
eToBiAs JUNGHOFER and MARIA BENEDETTA CAsu — Institut fir
Physikalische und Theoretische Chemie, Eberhard Karls Universitat
Tiibingen, Germany

Using X-ray photoelectron spectroscopy (XPS) and atomic force mi-
croscopy (AFM) we demonstrate that it is possible to evaporate di-
radicals in a controlled environment obtaining thin films in which the
diradical character is preserved. However, evaporation represents a
challenge. The presence of two radical sites makes the molecules more
reactive also in the case of very stable single radicals. We have ex-
plored the parameters that play a role in this phenomenon. We found
that the higher the formation energies of the crystal, the more diffi-
cult is the evaporation of intact radicals. Large delocalization of the
unpaired electrons helps the diradical to stand evaporation. The evap-
oration of different diradicals can be successfully addressed considering
our findings.

DS 3.5 Mon 12:30 SCH A 315
Interaction of cyanoacrylate thin films with copper (ox-

ide) in different processing atmospheres — ePHILIPP MoriTz!,

OLivEr HOFrT?, LiENHARD WEGEWITZ!, and WoLFGcaNG Maus-
FriepricHs! — 1Clausthal Centre of Material Technology, Clausthal
University of Technology, Agricolastrasse 2, 38678 Clausthal-Zellerfeld
— 2Institute of Electrochemistry, Clausthal University of Technology,

Arnold-Sommerfeld-Strasse 6, 38678 Clausthal-Zellerfeld

The adhesive class of fast-curing cyanoacrylates plays an increasingly
important role, especially in hybrid composites. However, the adhe-
sion mechanism at the interface to the metal (oxide) substrates is not
sufficiently understood.

To study the interactions, cyanoacrylate films of a few nm thickness
are spin-coated onto metallic copper and copper oxide in (i) a nor-
mal air atmosphere and in (ii) an oxygen-free environment (O2 partial
pressure < 10~20 mbar). The natively oxidized copper is deoxidized
with a dielectric barrier discharge (DBD plasma) directly before the
coating process.

Spectroscopic and microscopic methods are used to understand the
underlying molecular interactions at the interface between cyanoacry-
late and copper (oxide). The formation of hydrogen bonds as well as
an ionic interaction can be observed. In addition, an influence of the
oxide layer and the effects of the surrounding atmosphere can be seen.
Funded by the Deutsche Forschungsgemeinschaft (DFG, German Re-
search Foundation) — Project-ID 394563137 — SFB 1368
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DS 4: Thin Film Properties |

Time: Monday 15:30-17:00

DS 4.1 Mon 15:30 SCH A 316
Ultrafast laser induced structural motion in crystalline
and amorphous gold — eOTHMANE BENHAYOUN!, EMILIANO
PrincippPI®, BERND BAUERHENNE!, DMmITRY S. Ivanov?, and MAR-
TIN E. Garcial — !University of Kassel, Theoretical physics II,
Kassel, Germany — ?Moscow, Russia — 3Elettra-Sincrotrone Trieste

S.C.p.A., Trieste, Italy

A recent Ultrafast Electron Diffraction (UED) experiment showed a
time-dependent nonuniform compression and expansion of a monocrys-
talline gold foil. This led to the time modulation of the Au Bragg peaks
in both height and width. The same effect is however not observed
in polycrystalline gold. We thus perform Molecular Dynamics - Two
Temperature Model (MD-TTM) simulations aiming to understand the
results of the experiment. In our simulations, we obtain similar peak
oscillations and determine the major mechanisms that lead to such
lattice dynamics.

DS 4.2 Mon 15:45 SCH A 316
Co-electrodeposition of compositionally complex Co-Cr-Fe-
Mo-Ni alloy thin films — eHonasuuar Li, MARTIN PETERLECH-
NER, and GERHARD WILDE — Institute of Materials Physics, Univer-
sity of Miinster, Wilhelm-Klemm-Str. 10, 48149 Miinster, Germany

A compositionally complex Co-Cr-Fe-Mo-Ni alloy with a face-centered
cubic structure was successfully obtained by electrochemical deposi-
tion using a constant current density. An aqueous electrolyte with
several additives was developed to accomplish the electrodeposition of
films onto Cu substrates. The characterization reveals that the de-
posited films are metallic with a face-centered cubic structure, includ-
ing impurities incorporated during deposition. In addition, mechanical
tests were performed to study adhesion and hardness by nano-scratch
tests and nanoindentation. Mechanical tests show a high hardness and
nonetheless microscopically ductile behavior. The electrolytes devel-
oped in this study may be a promising approach for the electrodepo-
sition of Co-Cr-Fe-Mo-Ni compositionally complex alloy coatings.

DS 4.3 Mon 16:00 SCH A 316
Thermally controlling the length of transition and alkali
metal squarate wires — eEczoNa Isurl Neziri»'2, KarL-HEINZ
ErnsT!2, and CHRisTIAN WACKERLINSY — 1Empa, Swiss Federal
Laboratories for Materials Science and Technology, 8600 Diibendorf,
Switzerland — 2University of Ziirich, 8006 Ziirich, Switzerland —
3Paul Scherrer Institute, 5232 Villigen, Switzerland — *EPFL, Swiss
Federal Institute of Technology Lausanne, 1015 Lausanne, Switzerland

Low-dimensional metal-organic nanomaterials on surfaces can be en-
gineered to yield promising, novel and highly customizable chemi-
cal/physical properties such as magnetism, electronic structure and
catalytic properties. A variety of metal elements, including alkali,
transition and even lanthanide metals have been used to direct the
metal-organic assembly.

Here metal-organic structures obtained from squaric acid (H2C404)
molecules, co-deposited with K and Ni atoms on a hot Au(111) sur-
face, are studied by XPS and STM. We find that both K and Ni lead
to the formation of condensed arrays of wires, composed of M-squarate
(C404(2-)). Controlling the length of these wires is possible by a ther-
mally activated process: Ni-squarate wires tend to get longer at higher
temperatures while K-squarate wires get shorter.

DS 4.4 Mon 16:15 SCH A 316
Deep learning-supported in-situ HRTEM experiments on
single-layer carbon — eCurisToPHER LEIsT!, Haovuan Qib2,
and Utk Kaiser! — !Central Facility Materials Science Electron Mi-
croscopy, Ulm University, 89081 Ulm, Germany — 2Faculty of Chem-
istry and Food Chemistry Dresden, Technische Universitdt Dresden,
01062 Dresden, Germany.

Location: SCH A 316

We perform in-situ experiments on single-layer carbon using the
Cc/Cs-corrected low-voltage transmission electron microscope SALVE,
resolving structure and dynamics down to the level of the single atom.
These types of experiments create large amounts of data both in terms
of numbers of individual images acquired and the amount of infor-
mation per image. Conventional image analysis methods, e.g., hand-
crafted filter kernels, often require heavy user supervision and tremen-
dous time cost, posing strong limitations on the data volume making
them inconvenient for use in these experiments. Deep learning in the
form of convolutional neural networks offers a reliable and effective
way to handle large amounts of complex image data. Using simulated
data we train a modified U-Net like neural network to identify atom
positions and their structure i.e. polygons while at the same time re-
moving contaminated areas from the evaluation in real micrographs.
Thus, gaining the ability for both largescale statistical evaluation and
mapping atomically-resolved the material’s transformation.

DS 4.5 Mon 16:30 SCH A 316

Microstructure and mechanical properties of Ta-Al-
B coatings — eCuun Hul!, Suuvao Lin', MAXIMILIAN
PopsepNIK2, ANDREAS LimBECk?, NikoLa KournNAl, and PauL
H. MayrHOFER! — lInstitute of Materials Science and Technol-
ogy,TU Wien,Getreidemarkt 9,Vienna,A-1060,Austria — 2Institute
of Chemical Technologies and Analytics, TU Wien, A-1060 Wien,

Austria

Alloying is a simple yet powerful tool to tune properties of hard coat-
ings. Here we report stoichiometry, microstructure and hardness evo-
lution of Al-alloyed TaB2-z coatings. Sputtering a stoichiometric TaB2
target results in sub-stoichiometric TaB1.23 with a mixed hexagonal-
TaB2 (a-AlB2-type) and orthorhombic TaB structure. Co-sputtering
an AIB2 target*with half the sputtering power density*increases the B
content and strongly promotes the a-phase, while only little Al is incor-
porated (Ta0.997A10.003B1.64). The coating shows a small grain size
and the overall highest hardness. Further increasing the AlB2/TaB2
sputter ratio allows for B/Metal ratios of 1.97 and 2.29 with Al metal-
fractions up to 48 at%. These coatings are single-a-phased with a
smooth surface but gradually decreased hardness due to the increased
AlB2-fraction. The structural evolutions are underpinned by ab initio
calculations.

DS 4.6 Mon 16:45 SCH A 316
X-ray characterization of an above-RT bi-stable sublimable
molecular spin-crossover Fe(IT)-complex — eYanva SHUBBAK!,
MiGUEL Gavara Epo?, ArNo Enresmann!, and EucENio CORON-
ADO MIrALEs? — lInstitute of Physics & Center for Interdisciplinary
Nanostructure Science and Technology (CINSaT), University of Kas-
sel, D-34132 Kassel — 2Institute of Molecular Science (ICMol), Uni-
versity of Valéncia, S-46980 Paterna

Spin crossover (SCO) molecules are a promising type of material that
can undergo reversible switching between low-spin (LS)- and high-spin
(HS)-states upon external stimuli (heat, light, pressure, etc.)[1], mak-
ing them useful for information technology, data storage, and opto-
electronics[2]. However, most SCO molecules need to be cooled sig-
nificantly for this transition to be observable. We have investigated
the hitherto unknown electronic structure of the complex molecule
bis[hydrotris(1,2,4-triazol-1-yl)borate|iron(II) ([Fe(HB(tz)3)2])[3]| ca-
pable of above-RT transition by XPS and XAS measurements, since
the distinct electronic structure in both spin-states unmistakably prove
the transition between them. [1|P. Giitlich and H. A. Goodwin. Spin
Crossover in Transition Metal Compounds I. Springer Berlin Heidel-
berg, May 2004. 356 pp. [2]E. P. Geest et al., Contactless Spin Switch
Sensing by Chemo-Electric Gating of graphene. In: Advanced Ma-
terials (2020), p. 1903575. [3]S. Rat et al., Solvatomorphism and
structural-spin crossover property relationship in bis[hydrotris(1,2,4-
triazol-1-yl)borateliron(ii). In: CrystEngComm 19.24 (2017).
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DS 5: 2D Materials and their Heterostructures Il

Time: Tuesday 9:30-10:45

Invited Talk DS 5.1 Tue 9:30 SCH A 316
Operando infrared studies of confined water and protons
in MXene — eMaiLis LouNasvuorl — Helmholtz-Zentrum Berlin,
Berlin, Germany

MZXenes are a large family of 2-dimensional transition metal carbides,
nitrides and carbonitrides with excellent potential for energy stor-
age applications. Due to hydrophilic surfaces and weak attractive
forces between the negatively charged layers, MXenes can retain sig-
nificant amounts of water between the layers, and they can be inter-
calated with a variety of cations and molecules. Here, I will present
our recent research efforts to apply operando infrared spectroscopy
to probe the vibrational dynamics of water confined between Tiz3Ca
MXene sheets during electrochemical charging and discharging. Data
for both lithium- and proton-containing electrolytes will be presented.
Potential-dependent, reversible changes in the O-H stretching modes
of confined water are observed that are specific to the cation. In acidic
electrolyte, we observe a unique signature of confined hydrated protons
which is not seen in the bulk.

DS 5.2 Tue 10:00 SCH A 316
Contact Printed Micro Circuit Boards - A Novel Plat-
form for the Defect Free Integration of 2D Materials —
oCHRISTIAN N. Saccau!, Sanaz Suokri!2, YeiN Lee!?, MickEY
Magrtinth 2, Tommaso CoNraLONE!, GENDA Gu3, VALENTINA
Brosco?, DoMENICO MONTEMURRO®, VALERII M. VINOKUR®, Ko-
RNELIUS NieLsca>27, and NicoLa Poccial — lLeibnitz Institute
for Solid State and Materials Science Dresden, Dresden, Germany
— 2Institute of Applied Physics, Technische Universitit Dresden,
Dresden, Germany — 3Condensed Matter Physics and Materials Sci-
ence Department, Brookhaven National Laboratory, Upton, USA —
4Italian National Research Council, Institute for Complex Systems,
Rome, Italy — 5Department of Physics, University of Naples Federico
11, Naples, Italy — STerra Quantum AG, St. Gallen, Switzerland —
"Institute of Materials Science, Technische Universitit Dresden, Dres-
den, Germany

The 2D cuprate superconductor BSCCO, promises upon integration
with CMOS electronics, on-chip high temperature superconducting
single photon detectors or quantum interference device (SQUID). Un-
fortunately, its properties degrade quickly if exposed to elevated tem-
peratures, solvents, oxygen or water. Here we present Hall devices
with a record thin film Tc of 91 K, which is identical to the bulk value
of the crystal. Electrical contacts were established through transfer-
printable circuits embedded in SiNx nanomembranes. The membrane
incapsulates the material shielding it from the environment, while via
contacts are used to form the electrical contacts.

Location: SCH A 316

DS 5.3 Tue 10:15 SCH A 316
Probing magnetic ordering in air stable iron-rich van
der Waals minerals — eMuUHAMMAD ZUBAIR KHAN!, APOORvA
SHARMA2, Sercio VALENcIA®, FLoriaN KronasT®, OLEG E.
PEIL*, GEORGETA SALVAN?, CHRISTIAN TEICHERT!, and ALEKSANDAR
Matkovié! — lInstitute of Physics, Montanuniversitit Leoben, Aus-
tria. — 2Institute of Semiconductor Physics, Technische Universitit
Chemnitz, Germany. — 3Department of Spin and Topology in Quan-
tum Materials, Helmholtz-Zentrum Berlin, Germany. — *Materials
Center Leoben, Austria.

We demonstrate magnetic ordering in Fe-rich two-dimensional (2D)
phyllosilicates: annite, minnesotaite, and biotite. These van der
Waals (vdW) minerals, incorporate local moment baring iron (Fe)
ions via magnesium (Mg) substitution. The phyllosilicate capping sili-
cate/aluminate tetrahedral groups make monolayers air stable. Super-
conducting quantum interference device vibrating sample magnetom-
etry (SQUID-VSM) was used probe long-range magnetic ordering in
bulk. In-field magnetic force microscopy (MFM) confirmed the local
magnetic moment at room temperature, present down to monolayers.
X-ray photoelectron spectroscopy (XPS) were used to observe the Fe
oxidation state and to establish a correlation with magnetic ordering.
Further, magnetic ordering in thin flakes was probed via X-ray mag-
netic circular dichroism. Our study of Fe-baring vdW minerals may
drive the development for controllable synthesis of novel 2D magnetic
insulators.

DS 5.4 Tue 10:30 SCH A 316
Anisotropic Spontaneous Magnetostriction in Fes_,GeTes —
eREINHARD K. KREMER and Eva BrUcHer — MPI for Solid State
Research, Stuttgart, Germany

By determining the lattice parameters as a function of temperature
of the hexagonal van der Waals ferromagnet Fey g3(2)Gey.g2(3) Tez we
detect a spontaneous negative in-plane magnetostriction occuring be-
low the Curie temperature. The spontaneous magnetostriction follows
the square of the spontaneous magnetization and leads to an expan-
sion of the hexagonal layers, and is clearly seen for the in-plane lattice
parameter a, but less well pronounced perpendicular to the planes
along c. Extrapolating to 7' —0 K we obtain a saturation spontaneous
magnetostriction of Asp,o(T — 0) = -214(6) x1076 and a volume
magnetotriction Agp vo1(T — 0) &~ —450 X 10~%, indicating that the
spontaneous magnetostriction along c is very small. The linear ther-
mal expansion coefficients at 295 K of Fe2A93%2)Ge1A02(3)Tez amount
to 13.9(1)x107% K—! and to 23.22(15)x10~% K~! for the in-plane
and out of plane direction, respectively, indicating in a linear volume
thermal expansion coefficient of 51.0(2)x1076.

DS 6: Thin Film Properties Il (joint session DS/KFM)

Time: Tuesday 10:00-11:00

DS 6.1 Tue 10:00 SCH A 315

Defect nanostructure and its impact on magnetism of «-
Cr;03 thin films — eInor VEREMCHUK!, OskKAR LIEDKE!,
Pavro Maxkusuko!, Tosias Kosus!, Narascua Hepricu?, OLEK-

SANDR Pvyrypovskyr!, FaBiaN Ganss!, Maik BuTTERLING!,

ReNE HuUsner!, Eric HirscHMANN!, AHMED ArTaLLan!, AN-

DREAS WAGNER!, Kal WAGNER2, BRENDAN SHIELDSZ?, PATRICK

MALETINSKY2, JURGEN FassBenDER!, and DeENys Makarov! —
Helmholtz-Zentrum Dresden-Rossendorf e.V., Dresden, Germany —

2Department of Physics University of Basel, Switzerland

Thin films of the magnetoelectric insulator Cr203 are technologically
relevant for energy-efficient magnetic memory devices controlled by
electric fields. We experimentally investigated the defect nanostructure
of 250-nm-thick Cr20O3 thin films prepared under different conditions
on single crystals of AloO3 (0001) and correlate it with the integral and
local magnetic properties of the samples. Positron annihilation spec-
troscopy reveals that the Cr2Os thin films are characterized by the
presence of complex defects at grain boundaries, formed by groups of
monovacancies, coexisting with monovacancies and dislocations. The
defect nanostructure strongly affects the magnitude of the electrical

Location: SCH A 315

readout. Furthermore, the presence of larger defects like grain bound-
aries has a strong influence on the pinning of magnetic domain walls
in thin films. We show that the Néel temperature is hardly affected
by the formed defects in a broad range of deposition parameters.

DS 6.2 Tue 10:15 SCH A 315

Dynamics of phase transition in Lead-free Ferroelectric
thin films — eMarLLikA Kuosral, JuTTa ScHWARZKOPF!, DANIEL
ScumipT?, DanieL Hensen!, and PeTeEr GaaL'? — !Leibniz-
Institut fiir Kristallziichtung, Berlin,Germany — 2Tailored x-ray prod-

ucts, Hamburg, Germany

In this contribution, we monitor the dynamics of the phase transition
in Potassium Sodium Niobate (KNaxNb1-xO3) by taking snapshots of
the structure after optical excitation using pulsed synchrotron radia-
tion in a pump-probe scheme. Our sample is a 50 nm KNaxNbl-x O3
film grown on 20 nm thin SrRuO3 on TbScO3 substrate. The low-
temperature phase displays a hierarchical order of domains and su-
perdomains on sub-100 nm and on few um length scales, respectively.
First, we show that laser heating with 7 ns pulses has a similar effect
locally in terms of structural rearrangement as static heating of the
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whole sample volume. However, in our localized excitation the tran-
sient phase transition required to transform a similar volume fraction of
the sample in the high temperature phase is about 5 times higher com-
pared to static heating. Comparison with finite-element simulations of
heat-transport in our sample shows that the phase transition dynamics
does not exactly follow the temperature evolution in the ferroelectric
film. In addition, time-resolved diffraction imaging experiments reveal
that the stability of a spatial domain morphology has a nonlinear de-
pendence on the local laser-induced temperature. Our results indicate
that it is essential to resolve both the temporal and spatial coordinate
to monitor the equilibration path of such phase transition.

DS 6.3 Tue 10:30 SCH A 315
Ferroelectric thin films studied by X-ray standing waves
— oLE Puuonc Hoang!, IRENA Spasosevic?, Davip PEsQUERAZ,
GusTtau CataLan?, Kar RossNaceL?®, JORe ZEGENHAGEN?, TIEN-
LiN Lee?, IvAN VARTANYANTS®?, ANDREAS ScHERz!, and GIUSEPPE
MEercurio! — 'European XFEL, Schenefeld, Germany — 2Catalan
Institute of Nanoscience and Nanotechnology, Barcelona, Spain —
3Christian-Albrechts-Universitét zu Kiel, Kiel, Germany — 4Diamond
Light Source, Didcot, UK — 3Deutsches Elektronen-Synchrotron
DESY, Hamburg, Germany

We investigated the structural properties of ferroelectric BaTiO3 thin
films by X-ray standing waves with the goal to determine the atomic
positions within the tetragonal unit cell in samples with different
strain. Our samples consist of BaTiOs thin films grown by pulsed
laser deposition (with a STRuOgz bottom electrode) on three different
substrates SmScO3, GdScO3, DyScO3 providing increasing compres-
sive strain. All the samples were characterized by X-ray reflectivity
(XRR) and reciprocal space mapping (RSM). We present X-ray pho-
toelectron spectroscopy, X-ray diffraction and X-ray standing waves

data measured at the Diamond Light Source that provide Ba and Ti
atomic positions within the unit cells of sample surface. In this study
we show a relation between atomic positions and compressive strain of
ferroelectric BaTiOg thin films.

DS 6.4 Tue 10:45 SCH A 315
Exploring transition-metal substitution in FeSes thin films
formed by seleniation at various temperatures — eLuqQMaN

MusTaFal, ANDREAs KRrevssic!, JiL FoORTMANN?, AURELIJA
MockuTe?, ALaN Savan?, ALFRED Lubpwic?, and ANNA E.
BouMeR! — Institute for Experimental Physics IV, Ruhr-Universitét

Bochum, Germany — 2Materials Discovery and Interfaces, Institute
for Materials, Ruhr University Bochum, Germany

Transition-metal dichalcogenides with orthorhombic marcasite struc-
ture have been extensively studied for their applications in light energy
conversion and photoelectrochemical devices. Lately this structure
type has also gained interest for its magnetic properties as a candidate
for the newly-predicted altermagnetic order.

Using combinatorial deposition and ex-situ selenization at 250°C,
350°C and 430°C, we have studied the substitution of iron with dif-
ferent TMs in (Fe,X)Seg thin films, (X= Co, Ni, Cr). This technique
allowed to efficiently and quickly explore the possible ranges of substi-
tution of TMs in this compound. We find that the marcasite structure
of (Fe,Co)Sea forms with higher Co content when the selenization tem-
perature is lower.

Our results represent an example for the agility of combinatorial
deposition of thin films in exploring the phase diagrams of transition-
metal dichalcogenides. It may be adapted for other systems, such as
FeSbs, and is therefore a unique tool to study a broad material family
and its possible substitution ranges.

DS 7: 2D Materials and their Heterostructures 1V

Time: Tuesday 11:15-12:30

DS 7.1 Tue 11:15 SCH A 316
THz-Light Canalization by means of Phonon Polaritons in
2D van der Waals Materials — eMaxiMiLIAN OBsT}2, To-
BiAs NORENBERG!2, GonNzaLo ALvarez-Pirez3, TuaLes V.A.G.
pE OLIVEIRA?, ALEXEY NIKITIN®, PABLO ALONso-GONzZALEZ3, J.
MicuaEL Kroprr?, Susanne C. Kenr'2, and Lukas M. Enc!2 —
ITU Dresden, Germany — 2Wiirzburg-Dresden Cluster of Excellence
- EXC 2147 (ct.qmat), Germany — 3University of Oviedo, Spain —

4HZDR, Dresden, Germany — DIPC, Donostia-San Sebastian, Spain

Hyperbolic phonon polaritons (PhP) in anisotropic, 2D van der Waals
materials present a promising platform to shrink THz optics into nm-
sized volumes, as they enable ultra-high field confinement. Recently,
controlled PhP dispersion tuneability was demonstrated at MIR wave-
lengths by vertically stacking two a-MoOs3-flakes under a well-defined
twist-angle 6, introducing a topological transition, where PhPs propa-
gate along one distinct direction (so-called ’canalized propagation’)[1].

In this talk, we explore the THz dispersion tunability in twisted bi-
layer MoO3 at frequencies ranging from v = 8.28 to 9.38 THz, for which
the existence of hyperbolic PhP has been demonstrated recently [2],
and where longer (THz) wavelengths make strong confinement even
more desirable. We demonstrate the transition from hyperbolic to el-
liptic propagation of these PhPs by varying both € and v and report
the very first observation of canalized PhPs in the THz spectral range,
i.e., for v = 8.67 THz and 6 = 50°.

[1] G. Hu et al., Nature 582, 209 (2020).

[2] T.V.A.G. de Oliveira et al., Adv. Mater. 33, 2005777 (2021).

DS 7.2 Tue 11:30 SCH A 316
Magnetically induced band splitting of the exfoliated an-
tiferromagnet MnPS3 revealed by temperature dependent
u-ARPES — eJ. Straspas!, B. Prstkal, M. RyBak?, A.
K. Bupbniak®, N. Leuru!, H. Bosan?, 1. Cosocarw?*, D.
Baranowskr?, V. FEver?, J. AviLa®, P. Dupin®, Y. Amouvarf, L.
Prucinski?, E. Lirsuitz?, M. Birowska?’, and M. MORGENSTERN?!
— MI. Institute of Physics B and JARA-FIT, RWTH-Aachen Uni-
versity, Germany — 2Department of Semiconductor Materials Engi-
neering Wroctaw University of Science and Technology, Poland —
3Schulich Faculty of Chemistry, Solid State Institute, Russell Berrie
Nanotechnology insistute and Helen Diller Quantum Center, Technion,

Location: SCH A 316

Israel Institute of Technology, Israel — 4Forschungszentrum Jiilich, Pe-
ter Griinberg Institute (PGI-6), Germany — ®Synchrotron-SOLEIL,
Université Paris-Saclay, France — %Department of Materials Science
and Engineering, Technion, Israel Institute of Technology — "Institute
of Theoretical Physics, University of Warsaw, Poland

We provide micron-scale angle-resolved photoelectron spectroscopy (-
ARPES) of the exfoliated intralayer antiferromagnet (AFM) MnPS3
above and below the Néel temperature in comparison with density
functional theory (DFT) calculations. We demonstrate a splitting of
parts of the Mn 3d,2-bands induced by the AFM ordering in line with
DFT results. Related changes of adjacent S 3p-bands indicate a com-
peting FM superexchange contribution. This novel access to the elec-
tronic band structure is found to be transferable to other AFM MPX3
materials (M: transition metal, P: phosphorus, X: chalcogenide).

DS 7.3 Tue 11:45 SCH A 316
Twistronics of high temperature superconductors — eNicoLA
Poccia — Leibniz Institute for Solid State and Materials Research
Dresden (IFW-Dresden(

Ideally, one would like to have quantum technologies that could work
at higher temperature and at the same time show all the advantages of
a twisted architecture as for example its revolutionary degree of elec-
tronic tunability. However, highly tunable superconductors that op-
erate above liquid nitrogen are either not yet showed up using multi-
layered graphene twisted heterostructures or the materials are very
difficult to assemble in twisted heterostructures given their extreme
sensitivity to the environmental conditions. Here we show a possible
avenue towards the resolution of this problem, demonstrating how to
engineer a new generation of the van der Waals heterostructures com-
prising atomically high temperature superconducting thin Bi2Sr2Can-
1CunO2n+4 (where n = 1,2,3) crystals. The intended van der Waals
constituent Bi2Sr2Can-1CunO2n+4 planes are twisted with respect
to each other and make the Josephson junctions. We measure dif-
ferent quantum transport properties of the Josephson junctions in a
wide range of twisted angles, indicating the high temperature super-
conducting topological nature of these systems. Finally, technological
prospects on the realization of hybrid complex superconducting circuits
will be given.
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DS 7.4 Tue 12:00 SCH A 316
New magneto-polaron resonances in a monolayer of a transi-
tion metal dichalcogenide — CaRLOS TRALLERO-GINER! 2, DARfO
G. SanTiaco-PEREZ3, and eVriapimMiR M. Fomin'4 — lInstitute
for Integrative Nanosciences (IIN), Leibniz IFW Dresden, D-01069
Dresden — 2Havana University, Havana 10400, Cuba — 3Universidad
Autonoma del Estado de Morelos, CP 62209, Cuernavaca, Morelos,
México — 4Moldova State University, MD-2009 Chisiniu, Republic of
Moldova

For transition metal dichalcogenide (TMD) semiconductors, the behav-
ior of the magneto-polaron resonances (MPRs) is revealed as a function
of the phonon symmetry inherent in the system. It is shown that the
renormalized Landau energy levels are modified by the interplay of the
long-range Pekar-Frohlich (PF) and short-range deformation potential
(DP) interactions. This interplay leads to a new series of MPRs in-
volving the optical phonons at the center of the Brillouin zone. The
coupling of the two Landau levels with the LO and A; optical phonon
modes provokes resonant splittings of double avoided-crossing levels
giving rise to three excitation branches. To explore the interplay be-
tween the MPR, the electron-phonon interactions (PF and DP) and
the couplings between adjacent Landau levels, a full Green’s function

treatment for the evaluation of the energy and its life-time broadening
is developed. A generalization of the two-level approach is performed
for the description of the new MPR branches. The obtained results
are a guideline for the magneto-optical experiments in TMDs, where
three MPR peaks should be observable.

DS 7.5 Tue 12:15 SCH A 316
Light driven magnetic transitions in transition metal
dichalcogenide heterobilayers — eMicHAEL VoacL!, SwaTI
CuAUDHARY? %% and GREGORY FIETE®* — !Department of Physics,
King Fahd University of Petroleum and Minerals, 31261 Dhahran,
Saudi Arabia — 2Department of Physics, The University of Texas
at Austin, Austin, Texas 78712, USA — 3Department of Physics,
Northeastern University, Boston, Massachusetts 02115, USA —
4Department of Physics, Massachusetts Institute of Technology, Cam-
bridge, Massachusetts 02139, USA

We study strongly correlated phases of twisted transition metal
dichalcogenide heterobilayers (tTMDs) subject to a period drive.
Specifically, we employ Floquet theory to investigate how for this fam-
ily of materials different forms of light can induce various magnetic
phase transitions.

DS 8: Thin Film Properties IlI

Time: Tuesday 11:30-12:45

DS 8.1 Tue 11:30 SCH A 315
Growth of Sc(x)Ga(1-x)N on 6H-SiC by plasma assisted
molecular beam epitaxy — eFaBian ULrLmann®2, AARON
Giess™2, and STEran Kriscaok!:? — Mnstitut fiir Physik, TU Il-
menau, Ehrenbergstrafe 29, 98693 Ilmenau — 2Institut fiir Mikro-
und Nanotechnologien, TU Ilmenau, Gustav-Kirchhoff-Strafie 7, 98693
Ilmenau

ScGaN can occure in different crystal orientations. Most important are
the wurtzit and the rocksalt formation. In dependency of the Scan-
dium concentration a phase tranistion between these orientations can
be found.

Plasma assisted molecular beam epitaxy (PAMBE) in combination
with reflective high electron energy diffraction (RHEED) was per-
formed to create layers with different Scandium concentrations within
ScGaN. To determine the concentration of the grown layers X-ray pho-
toelectron spectroscopy (XPS) was used in the same vacuum chamber.
Additionally, the surfaces were investigated by atomic force microscopy
(AFM, in-situ) and scanning electron microscope (SEM) to gain infor-
mation about the morphology of the surfaces and to confirm the gained
crystal orientations investigations with X-ray diffraction (XRD) were
made.

DS 8.2 Tue 11:45 SCH A 315
a-FeGes films on GaAs(001) substrates grown by MBE and
solid-phase epitaxy — eMoriTz HANSEMANN, MICHAEL HANKE,
AcnHimM TrAMPERT, and JENs HERFORT — Paul-Drude-Institut fiir
Festkorperelektronik, Berlin, Germany

Layered magnets show promising results towards advancements in the
field of spintronics. Such materials exhibiting a ferro- and/or antiferro-
magnetic (FM/AFM) phases close to room temperature are especially
on demand for future technologies.

Recently we discovered a novel metastable a-FeGea phase sand-
wiched between two ferromagnetic FezSi Heusler alloy metals. Com-
prehensive transmission electron microscopy (TEM) and X-ray diffrac-
tion (XRD) measurements revealed the layered structure and P4mm
spacegroup, that is absent in bulk FeGez. By a combination of molec-
ular beam and solid phase epitaxy we demonstrate the isolated growth
of a-FeGeg on a GaAs(001) substrate. This is achieved by first grow-
ing Fe3Si and covering it with amorphous Germanium in the thickness
ratio of 1:3. Finally, a subsequent annealing forms the layered FeGes.
Through a optimization of this process we are able to grow layers of
extremely high quality with layer thicknesses down to 4 nm. The films
are structurally characterized by atomic force microscopy, XRD, X-
ray reflectivity and TEM measurements, which also demonstrate the
importance of a smooth GaAs initial surface. First transport measure-
ments showed metallic behavior and a ferromagnetic behavior at low
temperatures.

Location: SCH A 315

DS 8.3 Tue 12:00 SCH A 315
Heteroepitaxial Growth of Ultrawide Bandgap Cubic Spinel
Zn>GeOy4 Thin Films by Pulsed Laser Deposition — eJINGJING
Yu, Suun Luo, and MARIus GRUNDMANN — Felix Bloch Institute for
Solid State Physics, Faculty of Physics and Earth Sciences, Universitét
Leipzig, 04103 Leipzig

It is significant to explore new ultrawide bandgap oxides thin films
with a bandgap larger than 4 eV for potential applications in power
electronics and deep-UV photodetectors. Cubic spinel ZnaGeOy4 is a
high-temperature and high-pressure phase which was originally syn-
thesized at 1600 °C and 3 GPa. To date the experimental results
on physical properties and thin film growth of cubic spinel ZnyGeOg4
are not available. In this study, we report the heteroepitaxial growth
of cubic spinel ZnaGeOy thin films on cubic spinel MgAloOy single
crystal substrates by using pulsed laser deposition at about 800 °C.
Combining the analysis results from XRD 2theta-omega scans and
rocking curves with the AFM surface morphologies, it is concluded
that the oxygen partial pressure of around 0.0570.10 mbar is opti-
mal for growing high-quality Zn2GeOy4 epitaxial thin films. Phi-scan
results confirm the single-domain epitaxy of (100)-, (110)- and (111)-
oriented ZnaGeOy4 epitaxial thin films grown on (100), (110) and (111)
MgAlaO4 substrates, respectively. The dielectric function of the cubic
spinel Zn>GeOy4 epitaxial thin films was measured by spectroscopic
ellipsometry, indicating a bandgap energy greater than 4.5 €V. This
work advances the fundamental research on ultrawide bandgap cubic
spinel ZnaGeO4 epitaxial thin films.

DS 8.4 Tue 12:15 SCH A 315
Rutile CuTiO2 alloy thin films: lowered growth tempera-
ture and retained optical properties. — eHao Lul2, Mar-
TIN BEckER!'2, and PETER J. KLARD'2 — !Institute of Experimental
Physics I, Justus-Liebig-University, Giessen, Germany — 2Center for
Materials Research (ZfM), Justus-Liebig-University, Giessen, Germany

Titanium dioxide(TiO2) with a rutile structure and suitable bandgap
may be advantageously employed as buffer layer and anti-reflection
layer in VOz-based smart windows coated on float glass by sputter de-
position. The phase transition of the thermodynamically metastable
phases, anatase and brookite, into the stable rutile phase occurs in
pristine TiOg2 at temperatures about 600°C, which is higher than the
melting point of float glass. Hence, we need to significantly reduce the
growth temperature of rutile TiO2 in order to deposit it as the film on
float glass substrates.

Cu doping has been reported as a means for achieving this goal. We
study series of TiO2:Cu thin-film samples deposited on float glass to
assess the growth window for rutile TiO2:Cu deposited at temperature
below 600° C. The samples are compared with reference TiO2 thin-films
deposited under the same conditions in terms of crystal structure and
optical properties.
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The challenge to grow 3-(AlxGal-x)203 on (100) off-oriented
£5-Ga203 by MOVPE — eJana Renm, Ta-Suun CHoOU, ARUB
AKHTAR, RAIMUND GRUNEBERG, SAUD BIN-AN0Oz, and ANDREAS
Poprp — Leibniz-Institut fiir Kristallziichtung, Max-Born-Str. 2, 12489
Berlin, Deutschland

Although immense progress in homoepitaxial thin film growth of (-
Ga203 on different substrate orientations has been achieved, 8-Ga203
based high-efficiency devices are still limited by the materials intrin-
sic low thermal conductivity and electron mobility. Increasing the
bandgap by alloying 5-Ga203 with Al203 opens up the possibility to
overcome the materials restraints and realize high-performance lateral

B-(AlxGal-x)203/Ga203 heterostructure devices. It has been shown
that the crystal orientation plays an important role in the Al incorpo-
ration limit and band offsets where the (100) orientation is predicted
to be the most promising orientation exhibiting the highest critical
thickness and incorporated Al content. The role of off-oriented (100)
B-Ga203 substrates is suggested to achieve the full advantage of -
(AlxGal-x)203/Ga203 heterostructure with the benefit of potentially
suppressing the formation of twin defects. For the first time, we re-
port a comprehensive study on the growth of B-(AlxGal-x)203 on
off-oriented (100) $-Ga203 substrates using MOVPE. The influence
of different growth parameters on the morphology and Al incorpora-
tion are systematically investigated by HR-XRD and AFM.

DS 9: Layer Properties |

Time: Wednesday 9:30-10:30

Invited Talk DS 9.1 Wed 9:30 SCH A 316
Fliissigphasen-Elektrochemie im Ultrahochvakuum unter
XPS-Kontrolle — eFraNk ENDRES — Institut fiir Elektrochemie,
TU Clausthal

Ionische Fliissigkeiten zeichnen sich durch zwei interessante Eigen-
schaften aus. Zum einen haben sie sehr weite sog. elektrochemische
Fenster, die Untersuchungen ermdéglichen, die insbesondere in wéss-
rigen Elektrolyten nicht moglich sind. Zum anderen haben sie sehr
geringe Dampfdriicke, die die Untersuchung ionischer Fliissigkeiten un-
ter den Bedingungen eines Ultrahochvakuums erméglichen. In diesem
Beitrag werden nun beide Ansitze kombiniert, indem elektrochemi-
sche Prozesse in ionischen Fliissigkeiten im Ultrahochvakuum mittels
Photoelektronenspektroskopie untersucht werden. Ein Einblick in die
Prozesse bei der elektrochemischen Reduktion von Tantalverbindun-
gen, in die Prozesse bei der elektrochemischen Oxidation von Gold
sowie in Disproportionierungsreaktionen bei der Reduktion von Galli-
umverbindungen wird gegeben.

Literatur:

F. Krebs, O. Hofft, F. Endres, Applied Surface Science 155130 (2022)

Z. Liu, O. Hofft, A. Gédde, F. Endres, Journal of Physical Chemistry
C 125 (2021) 26793*26800

Z. Liu, O. Hofft, F. Endres, Journal of Physical Chemistry C 125
(2021) 24589-24595

DS 9.2 Wed 10:00 SCH A 316
Oxide thickness-dependent resistive switching characteris-
tics of Cu/HfO3 /Pt ECM devices — eTarwook Kim!, ToBias
VoceL!, Eszrer Piros!, DespiNa Nasiou?, Nico Kaisgr!, PHILIPP
ScHREYER!, ROBERT WINKLER?, ALEXANDER ZINTLER?, ALEXEY
Arzumanov!, STeEran PETzOLD!, LEOPOLDO MoLiNa-Luna2, and
LAMBERT ALFF! — Advanced Thin Film Technology Division, Insti-
tute of Materials Science, Technische Universitat Darmstadt, Alarich-
Weiss-Str. 2, 64287 Darmstadt, Germany — 2Advanced Electron Mi-
croscopy Division, Institute of Materials Science, Technische Univer-
sitdt Darmstadt, Alarich-Weiss-Str. 2, 64287 Darmstadt, Germany

This study investigates the resistive switching mechanism and electri-
cal conduction mechanism of the Cu/HfO2 /Pt MIM (Metal-Insulator-
Metal) structure. In this study, we investigated the resistance switch-
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ing characteristics of Cu/HfOg2 /Pt samples. Specifically, we focus on
changes in resistive switching characteristics as a function of oxide
layer thickness. We noticed an interesting phenomenon of resistance
switching property, that the reset switching occurs more sharply and
abruptly in the sample with thick HfOq film. However, gradual reset
is more dominant in the sample with thin HfO5 film. Therefore, we
devised the model (Thermally Assisted Electrochemical Mechanism)
to explain the physical phenomenon. For better understanding, the
conduction mechanism of Cu/HfO42 /Pt samples was also investigated.
Cu/HfO2 /Pt has SCLC (Space Charge Limited Conduction) mecha-
nism as the conduction mechanism. However, the mechanism is divided
into several steps depending on the thickness of the oxide layer.

DS 9.3 Wed 10:15 SCH A 316
Substoichiometric conducting HfO, phases as novel type
of electrodes with a built-in oxygen vacancy reservoir for
RRAM applications — ePHILIPP SCHREYER!, Nico Kaiser!, Es-
zTER Piros!, ToBias VoceL!, Taewook Kim!, DEspoina Nasiou?,
LeopoLpo MoLiNna-Luna?, and LamMBERT ALFF! — ! Advanced Thin
Film Technology Division, TU Darmstadt, Alarich-Weiss-Str. 2, 64287
Darmstadt, Germany — 2Advanced Electron Microscopy Division, TU
Darmstadt, Darmstadt, Germany

Hafnium oxide is an outstanding candidate as the active material in
RRAM due to its performance and proven CMOS compatibility. In
previous studies, we have shown that electrically conducting hafnium
oxide phases can be stabilized by significant oxygen deficiency [1,2].
While so far only the physical properties of these structures have been
investigated, we reproduced the phases in RRAM configuration to in-
vestigate the device properties. Resistive switching was found to be
absent in all deficient in-vacuo processed samples. They show ohmic
conduction, confirming the conducting nature of the substoichiometric
phases. However, when exposed to air, a thin oxidized layer forms at
the surface which stabilizes reliable resistive switching. Note that the
oxidation process is self-limited leading to reproducible oxide thick-
nesses of a few nm. We suggest that the substoichiometric phases may
act as second electrode with an oxygen vacancy reservoir that stabi-
lizes oxygen vacancy filaments in ultrathin layers of near-stoichiometric
HfO2. [1] N. Kaiser et al., ACS Appl. Mater. Interfaces 14, 1290
(2022). [2] N. Kaiser, accepted. ACS Appl. Electron. Mater. (2023).
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Electronic structure of epitaxial (Crl-xMnx)2GaC thin
films by X-ray absorption and optical spectroscopy
oIvaN Tarasov!, ANDREI RocaLEVZ, FABRICE WILHELM2, MICHAEL
FarLe!, and ULr WiepwaLp! — !Faculty of Physics and Center
for Nanointegration (CENIDE), University of Duisburg-Essen, 47057
Duisburg, Germany — 2The European Synchrotron Radiation Facility
(ESRF), 38000 Grenoble, France

Heteroepitaxial thin films of (Crl-xMnx)2GaC MAX phase for x
= of 0.13 - 1 were deposited on MgO(111), Al203(0001) and
KAI3Si3010(001) substrates by pulsed laser deposition at T = 500-
600 °C. X-ray absorption near edge spectroscopy (XANES) spectra
were collected at the Mn K-edge, Cr K-edge and Ga K-edge. Evidence
of chemical disorder associated with (Mn, Cr) is observed. The similar-
ity of the Cr K-edge spectra to Mn, and the presence of a strong X-ray
linear dichroism signal for the Mn K-edge, indicates that Mn is substi-
tutional for Cr in the MAX phase hexagonal lattice. With increasing
of Mn content additional features attributed to a cubic antiperovskite
structure are observed. Simulations of the XANES spectra confirm the
origin of X-ray linear dichroism observed in the sample, which is due
to the inherent nanolaminated structure of the MAX phase.

Funding by the Deutsche Forschungsgemeinschaft (DFG) within
CRC/TRR 270, project B02 (Project-ID 405553726) is gratefully ac-
knowledged. We thank Martina Schmid (University of Duisburg-
Essen) for assistance and providing access to the ellipsometer.

DS 10.2 Wed 11:15 SCH A 316
Perovskite-organic multiple quantum wells towards lasing —
eToBiAs ANTRACK!, MARTIN KroLL!, MaRrkas Supzius!, CHANG-

sooN CHol!, PaurLius IMBRASAS!, MIGUEL ALBALADEJO-SIGUAN!,

Jonannes BENDUHN!, LENA MERTEN?, ALEXANDER HINDERHOFERZ,
FRANK SCHREIBER?, SEBASTIAN REINEKE!, YANA Vavnzor!, and
KarL Leo! — 'TAPP, TU Dresden, Dresden, Germany — 2Institut

fiir Angewandte Physik, Universitat Tiibingen, Tiibingen, Germany

Metal halide perovskites are of high interest due to their excellent
electro-optical properties. Their high damage threshold makes them of
special interest for high-fluence applications like lasing devices, and the
possibility of production by vacuum deposition is promising for future
large-scale industrial production. This technique allows precise thick-
ness control and, therefore, the production of multiple quantum wells
(MQWs). Such structures result in high charge carrier concentration
and enhanced electron-hole recombination, making them promising
for high-performance and fine-tunable materials. This work presents
a comprehensive study of the optical properties of vacuum-deposited
CsPbBrs perovskite MQWs with organic (TPBi) barrier layers. Blue
shifts in absorption and emission spectra with decreasing well width
demonstrate quantum confinement and are confirmed by simulations.
Additionally, the photoluminescence quantum yield increases by up to
32 times from bulk material to the thinnest well layers. Amplified
spontaneous emission (ASE) measurements show very low thresholds
down to 7.3 uJ cm™2 for a perovskite thickness of 8.7 nm, which is
significantly lower than previously observed for CsPbBrs thin films.

DS 10.3 Wed 11:30 SCH A 316
Defect-engineered magnetic field dependent optoelectron-
ics of vanadium doped tungsten diselenide monolayers
— oCHRIsTIN MADLER!2, KaTHARINA Nisi»2, Jonas KiemLE!:2,
Lukas PowaLrLa®, ALgssio Scavuzzo®, Tuan Dunc Nguven®?,
DiNH Loc Duong®®, MaRko BURGHARD®, ALEXANDER W.
HorrerTNeER' 2, and CuristorH Kastrl2 — 1Walter Schottky In-
stitut, Technical University of Munich, Am Coulombwall 4a, 85748
Garching, Germany — 2Munich Center of Quantum Science and
Technology (MCQST), Schellingstrasse 4, 80799 Munich, Germany —
3Max-Planck-Institut fiir Festkorperforschung, Heisenbergstrasse 1, D-
70569 Stuttgart, Germany — “*Center for Integrated Nanostructure
Physics (CINAP), Institut for Basic Science (IBS), Suwon 16419, Re-
public of Korea — 5Department of Energy Science, Sungkyunkwan
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University, Suwon 16419, Republic of Korea

In this work, we investigate semiconducting WSez monolayers, substi-
tutionally doped with vanadium atoms, using low temperature lumi-
nescence and optoelectronic spectroscopy. V-dopants lead to a p-type
doping character and an impurity-related emission ~ 160 meV below
neutral exciton, both of which scale with the nominal percentage of
vanadium dopants. Measurements using field-effect devices of 0.3% V-
doped WSez demonstrate bipolar carrier tunability. The doped mono-
layers display a clear magnetic hysteresis in photocurrent measurments
for the studied range of carrier densities, whereas the valley polariza-
tion of the excitons reveals a non-linear g-factor without a magnetic
hysteresis within the experimental uncertainty.

DS 10.4 Wed 11:45 SCH A 316
On the influence of the cation composition in reactively co-
sputtered Ag,;Cuj_,I thin films: Characterization of electri-
cal, optical and structural properties — eSorie VocT, CHRIS-
TIANE DETHLOFF, JORRIT BREDOW, TILLMANN STRALKA, HOLGER
vON WENCKSTERN, and MARIUS GRUNDMANN — Universitat Leipzig,
Felix-Bloch-Institut, Germany

Cul and its alloys are promising transparent p-type materials for com-
plementary transparent devices. Polycrystalline thin films exhibit
hole mobilities of about 19cm?V~1s~1  which is comparable to the
electron mobility of commercially used indium-gallium-zinc-oxide thin
films[%2], It has been shown that alloying Cul with Ag leads to a
transition from p-type material to n-type material for z =~ 0.53]. This
paves the way for Ag;Cuy_;1/Agy,Cuy_,I based homojunction diodes.
‘We present reactively co-sputtered Ag,Cuj_I thin films in a range of
0.01 < 2 < 0.86. The thin films were deposited on glass substrates and
crystallized in the -phase up to # < 0.67 and exhibit an additional
Agl phase for higher Ag contents. An increase of the thin film resistiv-
ity from 2 x 1074 Qm to 30 Qm was achieved by increasing the silver
content from z = 0.01 to x = 0.67. All thin films are transparent in
the visible light range and the expected decrease of the exciton binding
energy up to x = 0.5 is observed, above which it remains constant.

(1 ¢. Yang et al., ACS Appl. Electr. Mater., 2, 3627-3632, 2020.
(2] S. Yang et al., IEEE Electron Device Lett., 32 (12), 1692-1694,
2011.

B]' A. Annadi et al., Appl. Mater. Today, 20, 100703, 2020.

DS 10.5 Wed 12:00 SCH A 316
Novel Energy-Filtered Field Stop Technology For Highly
Blocking IGBTs — eRoBERT KocH!, MARCEL GEROLD!, SHAVKAT
AxHMADALIEVZ, MicHAEL RoB!, and ELke WENDLER®? — !Ernst-
Abbe-Hochschule, Fachbereich SciTec, Jena, Germany — 2Helmholtz-
Zentrum Dresden-Rossendorf, Dresden, Germany — 3Friedrich-
Schiller-Universitat, Physikalisch-Astronomische Fakultat, Jena, Ger-
many

Insulated Gate Bipolar Transistors (IGBTs) require on the one hand
adjustable switching behavior and on the other hand high blocking ca-
pability. The technology presented in this work aims at implementing
continuous deep carrier profiles as field stop structures. We insert a
micro-patterned silicon membrane (energy filter) into the primary ion
beam. This broadens its energy spectrum in a well controlled way, al-
lowing production of extended continuous profiles. The micro patterns
are restricted to rectangular shapes, due to the KOH etching manu-
facturing process. This means, instead of using multiple implantation
steps for field-stop formation, our approach results in tailored smooth
profiles by using energy-filtered Hydrogen implantations in the range
of 1500 to 2500 keV. The defect profiles generated by H-implantation,
are transformed into hydrogen-related donors by annealing at 300 to
400°C. The annealing efficiency is related to the implanted dose (1013
to 5 x 1015 cm™2), annealing temperature, hold time and the process
gas composition (Hz content 2%). The defect profiles caused by pro-
ton bombardment using an energy filter and subsequent annealing are
analyzed by Spreading Resistance Profiling (SRP).
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DS 11.1 Wed 11:00 SCH A 315
Resonante Mikrowellenabsorberschichten fiir Fusionsreakto-
ren — e ANDREAS HENTRICH — Universitit Stuttgart

Um einen Fusionsreaktor zu betreiben wird ein Heizsystem bendtigt,
im Falle des ITERs ist das eine Mikrowellenheizung bei 170GHz. Dies
impliziert aber direkt, dass entsprechende Absorber vorhanden sein
miissen, die den extremen Bedingungen innerhalb eines Fusionsreak-
tors standhalten. Ebendiese wurden fiir den ITER in Form einer ge-
mischten Metall-Oxid-Schicht realisiert. Da geldufige Mikrowellenab-
sorber platzintensiv sind, wurde ein resonanter Absorptionsmechanis-
mus genutzt, was Absorptivititen von iiber 90% bei Schichtdicken von
rund 100pum ermdglicht.

Der Absorptionsmechanismus wurde sowohl im Modell als auch
durch Messungen verifiziert und quantifiziert. Es wurden die Reflektivi-
taten von vier verschiedenen Materialsystemen winkel-, schichtdicken-
und polarisationabhéngig bestimmt. Deren Materialeigenschaften wur-
den mit Hilfe der Modelle bestimmt und damit die Schichten hinsicht-
lich ihrer Absorptionseigenschaften optimiert.

DS 11.2 Wed 11:15 SCH A 315
The effect of photon recycling and back-grading on CIGS
cell performance — oSkqgiL GULER!"2, UwE Raul:3, and THoMAS
KircHARTZ!2 — 1IEK-5 Photovoltaik, Forschungszentrum Jiilich —
2NST and CENIDE, Universitit Duisburg-Essen — 3Faculty of Elec-
trical Engineering and Information Technology, RWTH Aachen Uni-
versity

Photon recycling, i.e. the reabsorption of photons created by radia-
tive recombination within the solar cell, is the missing link between
Shockley-Queisser model and classical diode theory. In order to deter-
mine the thermodynamic limits of solar cells, it is therefore necessary
to consider the photon recycling process. This study aims at calculat-
ing the theoretical efficiency limits of Cu(In,Ga)Se2 (CIGS) solar cells
using 1-dimensional drift-diffusion solvers by including the effect of
photon recycling and bandgap grading. Simulations of current-voltage
curves were performed by changing limiting factors such as back grad-
ing, back surface recombination velocity, electron and hole mobilities,
and Shockley-Read-Hall (SRH) lifetime as well as the back reflection at
the interface of the Mo/CIGS structure. We investigate under which
circumstances photon recycling has a significant effect on device perfor-
mance and study the optimum bandgap grading for different material
properties.

DS 11.3 Wed 11:30 SCH A 315
Strategies to obtain chiral perovskites via surface mod-
ification eMarkus HEemDL2, Timm KobpALLE?, NATALIE
FEnN?, LENNART REB?, SHANGPU Liul2, CoNsTANTIN HARDERZ?,
MacGeED ABDELSAMIE®, LissaA Evre2® IaN SHARP2, STEPHAN
Rotu*®, PeETER MULLER-BUscHBAUM?, ALEXANDER URBAN?, ARAS
Karouzian?, CArROLIN SUTTER-FELLA®?, and FELIX DEscHLER!
Heidelberg University, Heidelberg, Germany — 2Technical University
of Munich, Garching, Germany — 3Lawrence Berkeley National Labo-
ratory, Berkeley, USA — “Deutsches Elektronen-Synchrotron (DESY),
Hamburg, Germany — °University of Camebridge, Camebridge, Great
Britain — SKTH Royal Institute of Technology, Stockholm, Schwede,
— "Ludwig-Maximilians-Universit#t, Munich, Germany

The generation, manipulation and detection of light is a key require-
ment for a wide range of technologies. Thus, this field is in the constant
focus of further technological advancement. Recent discoveries on the
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design of chiral metal-organic perovskites now promise cheap, sustain-
able materials for energy efficient generation and detection of polarized
light. However, so far, the available pool of chiral perovskite materials
is limited to a few one- and two-dimensional crystal structures.

Here, we present novel strategies to produce perovskite thin films
with chiral surface modification directly. The resulting compound dis-
plays strong circular dichroism effects in the blue spectral region, which
can be adjusted in their intensity by varying synthetic parameters.
Furthermore, we perform an extensive structural investigation into the
origin of these phenomena utilizing XRD and GIWAX experiments.

DS 11.4 Wed 11:45 SCH A 315
All-oxide thin-film varactors with Mn- and Ni-doped
(Ba,Sr)TiO3; for microwave applications — eYaring Ruan?,
Stipo Maric?, ALEXEY ARrzuMANov!, Pumipp KowmissiNskiv?,
RoLF Jakosy?, and LAMBERT ALFF! — !Advanced Thin Film Tech-
nology, Institute of Materials Science, Technische Universitat Darm-
stadt, Darmstadt, Germany — 2Microwave Engineering and Technol-
ogy, Technische Universitat Darmstadt, Darmstadt, Germany

With a trend toward miniaturization of modern electronics, tunable
microelectronic devices operating over a wide range of frequencies are
required for mobile communications, high-speed data connections with
the upcoming 5G and Internet of Things (IoT) technologies.

Here we present all-oxide thin-film tuneable capacitors (varac-
tors) with single-crystalline films of a tunable dielectric perovskite
Ba,Sr1—,TiO3(BST) doped with Mn and Ni, grown epitaxially by
pulsed laser deposition on a highly conducting thin-film oxide SrMoO3
bottom electrodes with a room-temperature resistivity of 30 uQcm. A
partial substitution of the tetravalent Ti at B-sites of the BST per-
ovskite structure with Mn and Ni in a trivalent or divalent state de-
creases a concentration of oxygen vacancies in the BST, leading to a
reduction of the leakage current density of the varactor by 5 orders of
magnitude down to 1 A/m?. The low leakage current allows the thick-
ness of the BST layers to go below 50 nm, enabling varactors tunable
with low voltages.

DS 11.5 Wed 12:00 SCH A 315

Finite Volume Modeling of Two-Dimensional Memristive De-

vices for Neuromorphic Computing — eBENJAMIN SPETZLER',
DiLara ABDEL?, and PaTricio FARRELL? — !Technische Universitit
Ilmenau, Ilmenau, Germany — 2Weierstrass Institute, Berlin, Ger-
many

In recent years, memristive devices have shown considerable poten-
tial for realizing synaptic functionalities in neuromorphic computing
systems. Here, we present numerical models to analyze the hysteretic
behavior of memristive devices. A finite volume model self-consistently
solves the semiconductor equations for the electrostatic potential and
the quasi-Fermi levels of electrons and holes. Further, we include the
dynamics of mobile dopants and briefly discuss the boundary condi-
tions implemented for the calculation of the switching dynamics and
the current-voltage characteristics. Simulations are compared with
measurements on two-dimensional flake devices based on MoS2. The
results are used to validate the simulations and discuss the underly-
ing switching mechanisms. Implications for the design of memristive
devices are derived and discussed.

This work was partially funded by the Carl-Zeiss Foundation via
the Project MemWerk and the German Research Foundation (DFG)
through the Collaborative Research Centre CRC 1461 ”Neurotronics -
Bio-Inspired Information Pathway” as well as the Leibniz competition.
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DS 12.1 Wed 17:00 P3
Growth and structural investigation of the SnBiTe stoichio-
metric series via MBE and TEM — eXiao Hou!, ABpur
REHMAN JALIL?2, DETLEV GRUTZMACHER?, CLAUS CLAUS MICHAEL
ScuNEIDER!, and Lukasz Prucinski! — 'PGI-6, Forschungszentrum
Jiilich, Germany — 2PGI-9, Forschungszentrum Jiilich, Germany

A topological phase transition (TPT) can be induced to engineer the
band structure. This TPT is a fascinating, yet complex phenomenon in
condensed matter research. Upon changing the stacking order of layers
having different spin-orbit coupling (SOC) strengths, one can achieve a
topological phase transition between trivial and nontrivial states [1,2].
Here, the Sn,Bi,Te, (SBT) stoichiometric series is a classical example,
in which a stacking-dependent topological phase transformation group
is explored.

The epitaxial growth of three distinct compositions i.e. SnBixTey,
SnBisTe7, Sn2BisTes is conducted on Si (111) substrates via molec-
ular beam epitaxy (MBE). X-ray diffraction (XRD) is employed to
characterize the crystal quality of the grown thin films. We have also
used advanced transmission electron microscopy (TEM) to investigate
the stacking order. High-angle annular dark-field imaging provided
detailed information about the crystallinity and atomic arrangements
of the layer stacks and also of various types of structural defects in the
thin films. The link between the stacking order and the topological
characteristics requires further investigation that is ongoing.

[1] B.-J. Yang and N. Nagaosa, Nature Comm. 5, 4898 (2014). [2]
R. Peng et al. Phys. Rev. B 101,115427 (2020).

DS 12.2 Wed 17:00 P3
Thin film growth characterization of a mulitpurpose physical
vapor deposition apparatus with the goal of investigating tai-
lored perpendicular magnetic anisotropy systems — eFLORIAN
Ot1T, CHRISTIAN JANZEN, ARNE SCHRODER, and ARNO EHRESMANN
— Institute of Physics, University of Kassel, D-34132 Kassel

In recent years, systems of multilayered (ML) magnetic thin films
consisting of ferromagnetic transition metals (TM) with noble metal-
lic spacers displaying perpendicular magnetic anisotropy (PMA) have
gained increased interest for applications in magnetic particle trans-
port [1], controlled domain movement [1,2] and sensor technologies
[3]. These TM-based PMA systems may rely on the precise modu-
lation of layer growth additionally to the already very low thickness
requirements [1]. As a result, a precise control of the growth condi-
tions is necessary in order to produce these systems. This work focuses
on the characterization of growth conditions and parameters inside a
multipurpose physical vapor deposition (PVD) apparatus with the ul-
timate goal of creating and investigating engineered TM-based PMA
systems. [1] M Urbaniak, et al. Magnetization reversal of Co/Au
multilayer stripes with keV-He+ ion bombardment induced coercivity.
J. Phys. D: Appl. Phys. 48 (2015) 335003 (7pp) gradient, [2] A.
Jarosz, et al. Magnetic domain propagation in Pt/Co/Pt micro wires
with engineered coercivity gradients along and across the wire, Jour-
nal of Magnetism and Magnetic Materials, Volume 435 (2017) [3] M.
Matczak, et al. Co/Au multilayers with graded magnetic anisotropy
for magnetic field sensing. applied physics letters 100, 162402 (2012)

DS 12.3 Wed 17:00 P3
Strain and Lattice-Relaxation Effects of (Al,Ga)N/GaN In-
terfaces on 4D-STEM Signals — eFrREDERIK OTTO, LAURA NIER-
MANN, TorRE NIERMANN, and MiCHAEL LEHMANN — Technical Uni-
versity of Berlin, Berlin, Germany

The immense increase in computation power over the past decades can
be attributed to the decreasing size of semiconductor device structures.
Preceding this trend, semiconductor research focuses on thin films and
their interfaces with the surrounding substrate material.

At these interfaces of heterogeneous device structures, the atomic
lattices are strained due to the mismatch of lattice constants of
interfacing materials.  Scanning-Transmission Electron-Microscopy
(STEM) is capable of resolving strain at a nanometer scale, however,
investigated specimens must be sufficiently thin to be electron trans-
parent. For such thin specimens, the relaxation of the strained lattice
at its surfaces cannot be neglected when measuring strain in an elec-
tron microscope.

Here, knowledge about the underlying strain and relaxation effects
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Location: P3

at the interface of (Al,Ga)N/GaN Quantum Wells (QWs) is obtained
by comparing 4D-STEM measurements with simulations. By carefully
choosing the experimental parameters, i.e., convergence angle and tilt,
features of multiple scattering events are found in the measured diffrac-
tion discs perpendicular to the QW structure at every position of a 2D
scanned area. These features are evaluated by comparison with corre-
sponding simulations considering a strain field and relaxation effects
as obtained from finite element calculations.

DS 12.4 Wed 17:00 P3
Comparative evaluation of EDS quantification methods for
the analysis of Sc,Al;_,N films — eHauke Honic!, REBECCA
PETRICH?, LORENZ STEINACKER!, YOUNES SLiMmIZ, DANIEL GLOss3,
StEPHAN BarTH?, HacEN Bartzscu®, RapuaeL Kunnen?, Di-
ETMAR FRUHAUF?, STEFAN KRriscHok?, and Kartsa ToNISCHZ —
ITechnische Universitdt Ilmenau, Fachgebiet Werkstoffe der Elek-
trotechnik, IMN MacroNano®, 98693 Ilmenau — 2Technische Uni-
versitdat Ilmenau, Fachgebiet Technische Physik I, IMN MacroNano®,
98693 Ilmenau — S3Fraunhofer-Institut fiir Organische Elektronik,
Elektronenstrahl- und Plasmatechnik FEP, 01277 Dresden, Germany
— “4Endress+Hauser SE+Co. KG, TTD Technologieentwicklung,
79689 Maulburg, Germany

The quantitative analysis of SczAl;—.N films with energy dispersive
x-ray spectroscopy (EDS) poses some challenges due to peak overlaps
and the thin film character. Standard-free and standard-based meth-
ods are compared regarding their reliability for the quantification of
the Sc-content in sputtered films with 0 < x < 0.35 and evaluated
using reference samples that have been quantified with GDOES and
EDS by Fraunhofer FEP. Therefore, parameters such as acceleration
voltage, selection of standard materials and quantification models are
considered. Theoretical spectrums generated with Monte-Carlo sim-
ulations are used to improve the selection of excitation energy in the
small range between substrate influence and limits of the quantification
models. The crystalline hexagonal structure is confirmed with XRD.

DS 12.5 Wed 17:00 P3
From Doping to Dilution: Local Chemistry and Col-
lective Interactions of La in HfO; eOLIVER REHM!,
Tromas Szyikal2, Lutz BAUMGARTEN?, CLAUDIA RICHTER3, YURY
MarveyEv?, CHrisTopH ScHLUETER?, THomAs MikoLaJick®:?,
UwE ScHROEDER?, and MARTINA MULLER! — 1Uni Konstanz, Kon-
stanz, Germany — 2FZJ, Jiilich, Germany — 3NaMLab, Dresden,
Germany — 4DESY, Hamburg, Germany — 5TU Dresden, Dresden,

Germany

HfOg2-based thin films exhibit huge potential for the next generation
of nonvolatile memory applications, such as FeRAM or FeFET. The
application of HfOz-based thin films as active ferroelectrics (FE) in
these devices face reliability issues like wake-up, imprint, and fatigue.
The FE phase of HfO5 is the metastable orthorhombic structure, for
which La doping is considered a promising route for stabilization.
La:HfO2 samples were grown by ALD with a range of La doping,
from 3.5% to 33%, i.e., from the doping to dilution level. We link the
local chemistry at the La lattice sites with local and collective elec-
tronic properties of the La:HfO2 matrix using HAXPES. The satel-
lite structure of La 3d core level, the plasmonic excitation energies,
and core-level rigid binding energy (BE) shifts are investigated. The
emerging chemical phases and electronic properties are discussed as
a function of La doping. From the evolution of the plasmon excita-
tion energies and rigid BE shifts, it is concluded that electronic charge
compensation by oxygen vacancies occurs for increasing La content.
[1] T. Szyjka, et al., Phys. Status Solidi RRL 2022, 16, 2100582

DS 12.6 Wed 17:00 P3
Molecular Dynamics - Two Temperature Model simulations
of gold — eOTHMANE BENHAYOUN!, EMILIANO PRINcIPPI®, BERND
BaUErHENNE!, DMmiTry S. IvanovZ, and MarTIN E. Garcial —
LUniversity of Kassel, Theoretical physics II, Kassel, Germany —
2Moscow, Russia — S3Elettra-Sincrotrone Trieste S.C.p.A., Trieste,
Ttaly
We aim to explain the results obtained from a recent Ultrafast Elec-

tron Diffraction (UED) experiment that showed periodic oscillations
in both height and width of the (311) Au diffraction peak. The same
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effect is however not observed in polycrystalline gold. We have thus
performed Molecular Dynamics - Two Temperature Model (MD-TTM)
simulations to model more than 11 million atoms, enabling us to un-
derstand the underlying physical processes. In our simulations, we
obtain similar peak oscillations and determine the major mechanisms
that lead to such lattice dynamics.

DS 12.7 Wed 17:00 P3
In situ X-Ray Total Scattering Investigation of Thermal An-
nealing in FeCoSiB Metallic Glass Films — eNicoLas HAYEN!,
PumLipp JorDpT!, LARs THORMAHLEN2, Marnis MEwEs!, ANN-
CurisTiIN DippeL®, OLor Gutowski®, NikLas WOLFF2, LORENZ
KienLeE?, and Bripger Murpnyh4 — lnstitute of Experimental
and Applied Physics, Kiel University, Germany — 2Institute of Ma-
terial Sciences, Kiel University, Germany — 3Deutsches Elektronen-
Synchrotron DESY, Hamburg, Germany — 4Ruprecht Haensel Labo-

ratory, Kiel University, Germany

Thin films of the iron-based metallic glass (Feg.9Coo.1)7g Si12B1o (Fe-
CoSiB) are seen as a promising candidate for technical applications in
high sensitivity magnetic field sensors and have been utilized exten-
sively within the CRC 1261 "Biomagnetic Sensing". Thermal anneal-
ing of these films leads to a decrease in quality of the desired magnetic
properties depending on the parameters of the annealing process.

In situ grazing incidence high-energy x-ray total scattering experi-
ments were used to investigate the onset of structural changes occur-
ring in the material. Films of thickness ranging from 0.05 to 1um were
investigated under varied annealing conditions with temperatures up
to 700°C. From these measurements we were able to observe two sep-
arate crystallization phase transitions and the emergence of textured
structures. Further analysis of the scattering from the amorphous
phase may give further insight into the initial structural changes the
material undergoes during annealing and their influence on magnetic
properties.

DS 12.8 Wed 17:00 P3
Synthesis of structurally defined graphene nanoribbons: Peri-
tetracene and it‘s corresponding 1,1¢-bitetracene precursor —
eMAREN KLEIN!2, JouN B. BAUER2, MARIE WAGNER!'2, HOLGER F.
BETTINGER?, THOMAS CHAssE!, and Heiko PrisErT! — !Institute of
Physical and Theoretical Chemistry, University of Tiibingen, Germany
— 2Institute of Organic Chemistry, University of Tiibingen, Germany

Band gap engineering of precise nanographenes has attracted much at-
tention in the field of organic electronics as they show great electronic
properties. One class of these promising nanographenes are acenes and
their related peri-acenes. Acenes are linearly condensed polycyclic hy-
drocarbons whereas peri-acenes exhibit a two-dimensionally enlarged
7 system. As peri-acenes possess a diradical open-shell character,
the synthesis is quite challenging. Here we demonstrate that peri-
tetracene can be formed on-surface by annealing the deposited precur-
sor molecule 1,1‘bitetracene on a Cu (111) surface. The unique 1,1‘-
bitetracene undergoes a surface-assisted cyclodehydrogenation which
was investigated by microscopic and spectroscopic techniques, as well
as by DFT calculations. In the XAS spectra we could observe that the
as-deposited molecule shows a vanishing intensity of m* transitions at
normal incidence (90°), which indicates a planarization of the molecule
already before annealing and an almost flat lying adsorption geometry.

DS 12.9 Wed 17:00 P3
Study of cadmium-based thin films obtained by pulsed
laser deposition — eCRisTINA PosToLacHI', GEORGIANA BuLarl,
SANDU CiBoTARUZ, ALEXANDRU COCEAN', BOGDANEL SILVESTRU
MunTEANU?, Nicanor Cimporsul#, Sivia GARoriLDE!, GEOR-
GiaNA Cocean!, Tuniana Cocean', and Smviu GurLur
TAlexandru Ioan Cuza University of Iasi, Faculty of Physics, Atmo-
sphere Optics, Spectroscopy and Laser Laboratory (LOASL), 11 Carol
I Bld. 700506 Iasi, Romania — 2Petru Poni Institute of Macromolec-
ular Chemistry, Gr. Ghica Voda Alley, 41A, 700487 lasi, Romania —
3 Alexandru Ioan Cuza University of Iasi, Faculty of Physics, 11 Carol I
Bld. 700506 Iasi, Romania — *Gheorghe Asachi Technical University
of Iasi, Faculty of Material Science and Engineering, 59A Mangeron
BIld., Iasi, Romania

This study investigates the processes that occur when different chem-
ical compounds of cadmium are mixed with selenium and are further
used as targets for thin film growth by pulsed laser deposition. Here
the interactions between these compounds in the laser induced plasma
plume will be analyzed.

The aim of the investigation of the reactions that take place in the
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plasma plume at high vacuum is to obtain thin films of cadmium se-
lenide. The thin films proprieties will be investigated with different
techniques, such as Scanning Electron Microscopy coupled with En-
ergy Dispersive Spectroscopy (SEM-EDX), X-ray Diffraction (XRD),
profilometry, UV-VIS spectroscopy and others.

DS 12.10 Wed 17:00 P3
Fabrication of copper halide thin films by combinatorial PLD
— oCHRISTOPHER WALTER, FELIX-FLORIAN DELATOWSKI, MICHAEL
BAR, HoLGER vON WENCKSTERN, and MARIUS GRUNDMANN — Uni-
versitit Leipzig, Felix Bloch Institute for Solid State Physics, Semi-
conductor Physics Group, Leipzig, Germany

Copper halides are promising p-type materials for transparent device
applications due to their large direct band gaps (E4 = 3—3.4¢eV) [1].
Here we present the deposition of copper halide thin films by com-
binatorial pulsed laser deposition (PLD) and discuss their structural,
morphological and optical properties as a function of different growth
parameters [2]. At ambient conditions, Cul crystallizes in the cubic
zinc-blende structure. XRD shows <111>-orientation for Cul inde-
pendent from the used substrate material. CuBr and CuCl grow poly-
crystalline with the same crystal structure as Cul. However, with the
incorporation of low iodine concentration, the crystallinity improves
significantly. We find that the thin films exhibit very smooth surfaces
with a roughness of Rgprg = 0.8—1.6 nm for the binary Cul, CuBr and
CuCl systems under optimal parameters. Furthermore, using combi-
natorial PLD and a segmented target with one segment each of CuBr
and Cul, ternary CuBr;I;_, alloys were grown. Based on the result-
ing locally varying composition, the influence on structural and optical
properties can be directly observed.

[1] M. Grundmann et al. : phys. stat. sol. (a) 210, 9, 1671 (2013)

[2] H. von Wenckstern et al. : phys. stat. sol. (b) 257, 7, 1900626
(2019)

DS 12.11 Wed 17:00 P3
Electrical characterization of SnTe thin film topological crys-
talline insulator — eNEGIN BERYANI NEZAFAT, SEPIDEH [zADI, and
GABI SCHIERNING — Department of physics, Experimental physics,
Bielefeld University, 33615, Bielefeld, Germany

Topological crystalline insulators (TCIs) with gapless metallic states
and protected carrier transport offer unique electrical features. Band
structure of these materials consists of conventional parabolic band
diagram together with linear surface transport. In this work, SnTe
thin film as a promising TCI is considered to be our model system.
Therewith, SnTe thin films with different thicknesses are deposited
on silicon substrate using RF magnetron sputtering. The resulting
morphology characterization for rock-salt SnTe crystalline thin film
fulfills stoichiometric ratio. Electrical characterization including tem-
perature dependent resistivity, magnetoresistance and Hall analysis are
performed using Van der Pauw configuration. These findings introduce
SnTe thin film as a promising candidate for technical applications such
as device fabrication.

DS 12.12 Wed 17:00 P3
Current probe AFM measurements on reactively co-
sputtered Ag,Cu;_,I thin films — TILLMANN STRALKA, ®SOFIE
VoaT, CHRISTIANE DETHLOFF, JORRIT BREDOW, HOLGER VON
WENCKSTERN, and MARIUS GRUNDMANN — Universitdt Leipzig,
Felix-Bloch-Institut, Germany

Cul exhibits a high hole mobility of up to 44cm?/Vs in bulk crystals
and of about 19cm?/Vs in polycrystalline thin films(*-2]. This, com-
bined with high transparency in the visible light range, renders Cul an
interesting material for transparent complementary devices. However,
grain boundary (GB) conduction is dominating electrical properties
and might inhibit device performancel3l. Annadi et al. showed that
alloying with silver reduces the conductivity of Ag;Cuj_,I thin films
and even results in switching from p-type to n-typel4l.

We present topological and current probe (cp)-atomic force mi-
croscopy measurements on reactively sputtered Ag;Cuj_,I thin films
with silver contents from x=0.1 to x=0.6. A strong decrease of the
grain size with increasing silver content is observed. In addition, a
decrease of the overall surface current is observed, which agrees well
with electrical bulk characterizations. For z > 0.39 we observed that
the current from tip to sample is mainly injected at grain boundaries
while for large Ag content the injected current at GBs is negligible.

(1] D. Chen et al., Crystal Growth Design, 10, 2057*2060, 2010.

(2] C. Yang et al., ACS Appl. Electr. Mater., 2, 3627-3632, 2020.
(8] Kneik et al., Adv. Mater. Interfaces, 5, 1701411, 2018.
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(4] A. Annadi et al., Appl. Mater. Today, 20, 100703, 2020.

DS 12.13 Wed 17:00 P3

Analysis of the structural properties of Li(Ni; /3C0; /3Mn; /3) Oz |

(NCM) thin film model cathodes — JuLius KONSTANTIN DINTER
and eMaTrTHIAS ELM — Center for Materials Research, Justus-Liebig-
University Giessen Germany, Heinrich-Buff-Ring 16, 35392 Giessen

Lithium ion batteries often suffer from capacity fading due to unde-
sired side reactions occurring at the cathode surface. To get a deeper
understanding of these side reactions, 2D model system are necessary.
For this purpose, NCM thin film cathodes were prepared via spin coat-
ing followed by annealing at high temperatures. Using these thin film
cathodes allow us to perform various surface sensitive measurements
such as Raman microscopy, AFM, ESM, SEM and EDX. As no ad-
ditives are used, we are able to study the surface reaction occurring
at the cathode active material in more detail using in-situ measure-
ments. The results reveal structural changes of the surface accompa-
nied by an increase of the cell resistance, which confirms the formation
of an SEI. Furthermore, the electrochemical performance of thin films
coated with AloO3z using atomic layer deposition (ALD) were investi-
gated. The analysis of the surface properties confirm that coating of
the NCM-thin film suppresses the undesired surface reactions resulting
in an improved long-term cycling stability.

DS 12.14 Wed 17:00 P3
Nanoscopic Investigation of the Monolayer MoSe2-WSe2
Lateral Heterostructures under Illumination — e ALEXANDER
TurcHANIN!, ToBias NORENBERG!, Zivanc GaN2, ANTONY
GEORGEZ, ANDREY TuURrcHANIN?, SusanNE C. Kenr!"3, and Lukas
M. Enc!3 — 1TU Dresden — 2Friedrich Schiller University Jena —

3Wuerzburg-Dresden Cluster of Excellence - EXC 2147 (ct.qmat)

Transition metal dichalcogenides (TMDCs) such as MoSez and WSez,
are inorganic semiconductor monolayers with great potential for inte-
gration into nanoscale devices. Monolayers of different TMDCs can be
engineered into lateral or vertical heterostructures forming, e.g., 1D
or 2D p-n junctions that strongly respond to light [1]. Here, lateral
heterostructures of monolayer MoSea and WSez grown by chemical
vapor deposition are studied at the nanometer length scale by Kelvin
Probe Force Microscopy (KPFM) under visible to near-infrared light
illumination, i.e. photon energies between 1.45 and 1.95 eV. This ap-
proach enables for the simultaneous recording of both the sample sur-
face morphology and the local photoinduced surface potential. By em-
ploying the side-band KPFM demodulation [2], quantification of the
local band-bending of this in-plane heterostructure is possible with su-
perior sensitivity. Different alterations of the local surface potential
are observed when choosing the light exposure above and below the
individual TMDCs bandgap energies.

[1] P.A. Markeev et al., J. Phys. Chem. C 125, 13551 (2021).

[2] T. Wagner et al., Beilstein J. Nanotechnol. 6, 2193 (2015).

DS 12.15 Wed 17:00 P3
Electronic structure of MXenes determine from angle-
resolved photoelectron spectroscopy — eWEr Yaol, Doncaql
L2, Jonas A. KrieGger!, MR DaTte!, EMiLy C. McFaRLANE!,
MingHao Yul?2, Xinuiane FeEnG'2, and NieLs B.M. ScCHROTER!
— IMax-Planck Institute of Microstructure Physics, Halle (Saale),
06120, Germany — 2Center for Advancing Electronics Dresden (cfaed)
and Faculty of Chemistry and Food Chemistry, TU Dresden, Dresden,
01062, Germany

Transition metal carbides, also known as MXenes, have been one of the
most fascinating two-dimensional material systems beyond graphene.
Chemical substitution of the transition metal elements and terminal
function groups have resulted in versatile and tunable electronic, op-
tical and mechanical properties, with applications in energy storage,
multifunctional sensors, transparent and flexible electrodes, electro-
magnetic interference shielding, or hydrogen evolution reaction catal-
ysis [1]. However, to reveal the origins of the MXenes’ exceptional
properties, a deeper understanding of their electronic structure is re-
quired. Here we report the first micro-focused angle-resolved photoe-
mission spectroscopy (ARPES) measurements of single MXene flakes,
which will reveal the influence of the chemical environment on the the
single-particle electronic band structure, as well as many-body effects
reflected in its spectral function.

[1]. A. VahidMohammadi, J. Rosen, and Y. Gogotsi. The world
of two-dimensional carbides and nitrides (MXenes). Science 372,
eabf1581 (2021)

15

DS 12.16 Wed 17:00 P3
Mode-selective Raman Signal Enhancement in MoS3 /WS,
Heterostructures — eANNIKA BERGMANN!, Mustara HeMmAID!,
Rico Scuwarrz!, Zivanc Gan?, ANTONY GEORGEZ, ANDREY
TurcHANIN?, and ToBias Korn! — lInstitute of Physics, University
of Rostock, Germany — Z2Institute of Physical Chemistry, Friedrich
Schiller University Jena, Germany

In the family of van der Waals materials, transition metal dichalco-
genides (TMDCs) have attracted much attention in recent years.
Stacking various TMDC materials forms heterostructures in which
new phenomena, such as interlayer charge transfer and interlayer exci-
tons [1] occur. However, for the observation of interlayer effects good
contact between the constituent monolayers is crucial.

Here, we investigate bilayer heterostructures that were formed by com-
bining Chemical Vapor Deposition (CVD) grown MoS2 and exfoliated
WS2 monolayers. Photoluminescence quenching is used as an indica-
tor to evaluate the interlayer coupling. In addition, the out-of-plane
(A1g) phonon mode provides information on the interfacial contact
[2]. We observe a selective enhancement of the WSy A1z Raman mode
in well-coupled MoS2/WSs heterostructures compared to WSz mono-
layers or heterostructures with only poor contact. A systematic study
of this phenomenon is presented to elucidate its microscopic origin.

[1] Fang et al., Proc. Natl. Acad. Sci. USA 111 (2014)
[2] Zhou et al., ASC Nano 8 (2014)

DS 12.17 Wed 17:00 P3
Exfoliation of 2D materials for nanooptics — eJakos WEeTzEL!,
MaximiLiaNn OBst!2, Susanne C. Kenr'2, and Lukas M. Encg!?
— 1TU Dresden, Dresden, Germany — 2Wiirzburg-Dresden Cluster

of Excellence - EXC 2147 (ct.qmat), Dresden, Germany

The desire for smaller and more energy efficient optical components
leads to the necessity of light confinement below the diffraction limit.
This can be achieved e.g by phonon polaritons (PhPs) which are quasi-
particles formed by the coupling of infrared photons with the optical
phonons of a crystal. Particularly the related light confinement is en-
hanced when the PhPs are generated in anisotropic, 2D van der Waals
materials such as MoO3 and GeS [1, 2|. Therefore, flat and pm - sized
nanosheets of such materials are required, which can be realized by
mechanical exfoliation.

Here, we present an optimized exfoliation technique for MoO3 and
GeS resulting in the reproducible generation of 20 to 100 pum - sized
flakes with a thickness of about 100 nm. We present a quick and easy to
implement adaptation of the scotch-tape exfoliation technique as well
as exemplary results based on optical microscopy images and atomic
force microscopy.

[1] T.V.A.G de Oliveira et al., Adv. Mater. 33, 2005777 (2021).

[2] T. Nérenberg et al., ACS Nano, published online (2022),

DOI: 10.1021/acsnano.2c05376.

DS 12.18 Wed 17:00 P3
hybrid resonant circuits with van der Waals materials —
®HAOLIN JIN!, GIUSEPPE SERPICOZ?, CHRISTIAN N. SAGGAUZ, SANAZ
1, SEBASTIAN

SHOKRI?, MICKEY MARTINI?, YEJIN LEE2, POYA YANG!,

sEIFERT!, URT vooL!, and Nicora pPoccia? — 'Max Planck Institute
for Chemical Physics of Solids, Dresden, Germany — 2Leibnitz Insti-
tute for Solid State and Materials Science Dresden (IFW Dresden),

Dresden, Germany

Van der Waals superconductors, especially heterostructures, are be-
lieved to exhibit novel superconducting phases. However, the standard
measurement techniques designed for bulk superconductors are chal-
lenging to apply in 2D materials which cannot be grown in sufficient
size and quality. Herein, we introduce an efficient method to explore
the properties of 2D materials, by combining them into hybrid reso-
nant circuits. The resonator can have a strong inductive interaction
with a small-size superconducting sample, affecting its frequency re-
sponse. However, creating superconducting contacts between the res-
onator and the 2D material is challenging, especially for air-sensitive
materials where evaporation must be done in a protected glovebox.
Here, we present a technique to make robust superconducting con-
tacts to a 2D sample by using a flexible nanomembrane. The Niobium
resonator circuit is fabricated on top of the nanomembrane, and via
contacts connect it to the 2D materials. Through the circuit response,
we can explore the properties of novel unconventional superconduc-
tors. Moreover, this hybrid circuit is a new type of quantum device for
future quantum technology applications.
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DS 12.19 Wed 17:00 P3

Phase transformations in few-layer transition metal phos-
phorus trichalcogenides studied by low-voltage TEM —

e ALEXANDER SToRM!, Janis KosTerR!, MaHDI AsL-GOHRBANIZ,
Stvan  Krerscnmer?,  Tatiana  Gorgerik!, MicuaeL. K.
Kinvanjull, Arxkapy KrasHenINNIKOVZ, and UTe Kaiser! —

LCentral Facility Materials Science Electron Microscopy, Ulm Uni-
versity, 89081 Ulm, Germany, — 2Institute of Ion Beam Physics and
Materials Research, Helmholt-Zentrum Dresden-Rossendorf, 01328
Dresden, Germany,

In this work we study phase transformations in freestanding few-
layer transition metal phosphorus trichalcogenides (TMPTs) induced
by electron irradiation as well as thermal annealing in vacuum, using
various analytical transmission electron microscopy techniques (TEM).
In addition, our results are supported by ab-initio calculations.

We show that due to knock-on damage, first sulphur atoms are
ejected in sulphur-based TMPTs at common TEM acceleration volt-
ages (60kV - 300kV), which in turn leads to the formation of defects and
strong modifications of the TMPT’s properties [1]. For instance, we
show that in few-layer MnPS3 and MnPSe3, stable, ultrathin a- and
~v-MnS/MnSe phases are formed showing the reliability of this trans-
formation in Mn based TMPTs. Eventually, we elucidate the emerg-
ing phases and transition temperatures for few-layer MnPS3, MnPSe3,
FePS3, FePSe3, and NiPS3 induced by thermal annealing.

[1] Koster, Storm et al., J. Phys. Chem. C, 126, 36, 15446 (2022).

DS 12.20 Wed 17:00 P3
Encapsulating high-temperature superconducting twisted
van der waals heterostructures blocks detrimental ef-
fects of disorder oYEJIN Leeb?, Mickey MARTINIDZ,
TommMmaso CoNFALONE!, Sanaz SuokRi''2, CHRISTIAN SAGGAU!,
Danie.  Worr!, Genxpa Gu3, Keni

WATANABE?, TAKASHI
TanicucHI*, DoMENICO MONTEMURRO®?, VALERI VINOKUR®, Kor-
NELIUS NiELscH!'2, and NicorLa Poccial — 1IFW Dresden, Dresden,
Germany — 2TU Dresden, Dresden, Germany — 3Condensed Matter
Physics and Materials Science Department, Brookhaven National Lab-
oratory, NY, USA — 4NIMS, Tsukuba, Japan — 5University of Naples

Federico II, Naples, Italy — 6Terra Quantum AG, Gallen, Switzerland

Van der Waals (vdW) heterostructures based on cuprate superconduc-
tors attract substantial interest of novel topological phases as well as
technological applications. One of the hindrances for the progress is
the detrimental effect of disorder on the properties of the vdW devices-
based Josephson junctions. This work reports a novel method of fab-
ricating twisted vdW heterostructures made of Bi2Sr2CuCa208+x,
combining the employed cryogenic stacking using a solvent-free stencil
mask technique and additionally covering the interface with insulating
hexa boron nitride layers. We find that encapsulating the interface in
the stacked systems overcomes detrimental effects of disorder provid-
ing highly coherent Josephson junction. This finding enables crucial
improvement of its critical current and the Tc of the junctions up to
their magnitudes in bulk intrinsic junctions.

DS 12.21 Wed 17:00 P3
In-situ formation of MogTeg nanowire in single-layer 2H-
MoTez by annealing and electron irradiation — eJaNis
Ko6sTER!, SitvaN KRETSCHMER?, MicHAEL K. KiNnvanjul!, ALEXAN-
DER STORM!, FABIAN RAsPER!, ARkADY V. KRASHENINNIKOVZ, and
Utk Karser! — 'Electron Microscopy of Materials Science, Ulm Uni-
versity, Albert Einstein Allee 11, 89081 Ulm, Germany — 2Institute
of Ton Beam Physics and Materials Research, Helmholtz-Zentrum
Dresden-Rossendorf, 01328 Dresden, Germany

Up to now, the fundamental understanding of transformations in 2D
materials at the atomic scale are not fully characterized. Here, we
demonstrate a route to locally transform freestanding single-layer (1H-
) MoTes [1] into 1D-MogTeg nanowires [2] under electron beam irra-
diation and by heating. (HR)TEM at the Cc/Cs-corrected SALVE
[3] microscope at 80 kV is used to analyse structural changes in the
material. Combining the experimental data with the results of first-
principles calculations, we explain energetics and stabilities of MoTea
monolayers and MogTeg nanowires due to an interplay of electron-
beam-induced energy input, atom ejection, and oxygen absorption. A
detailed understanding of high-temperature solid-to-solid phase trans-
formation in the 2D limit provides insights into the material’s appli-
cability for future device fabrication.

[1] J. Koster, et al. The Journal of Physical Chemistry C 125.24
(2021): 13601-13609.
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[2] H. Kim, et al. Small 16.47 (2020): 2002849
[3] M. Linck, et al. Physical review letters 117.7 (2016): 076101

DS 12.22 Wed 17:00 P3
structural and magnetic properties of two dimensional (2D)
Fe,GeTey; and Fe ,GaTe; grown by molecular beam epitaxy
(MBE) — e ATEKELTE Kassa, Hua Lv, NEHA AGGRAWAL, MICHAEL
Hanke, ABBES TAaHRAOUI, MANFRED RAMSTEINER, and MARCELO
Lopres — Paul-Drude-Institut fiir Festkorperelektronik, Leibniz Insti-
tut im Forschungsverbund Berlin e.V., Berlin, Germany

2D materials with intrinsic functionality showed importance in funda-
mental condensed-matter science and for the development of advanced
technologies, where 2D ferromagnetic materials have raised interest for
developing low dimensional magnetic/spintronic devices. Yet main-
taining 2D ferromagnetism at /above room temperature remains a
challenge. This work presents our recent results on 2D ferromagnets
of Fe;GeTea and Fe ;GaTes (3 < z < 5) prepared using MBE. Films
were grown at 300 °C using elemental fluxes of Fe, Ge (Ga), and Te on
epitaxial graphene on SiC (0001). Epitaxial films with good structural
quality were confirmed by reflection high-energy electron diffraction
and X-ray Diffraction. Atomic force microscopy confirmed continuous
and smooth surface growth. Raman spectroscopy results showed that
the graphene layers remain structurally unaltered after MBE growth.
Anomalous Hall effect investigations through Magneto-transport stud-
ies identified a perpendicular magneto anisotropy as well as a Curie
temperature (T.) above 300 K for both films with Fe composition close
to x=>5. For Fe ;GaTea, T, values around 380 K were obtained. These
results make the studied ferromagnets promising for the development
of novel spintronic devices based on 2D materials and heterostructures.

DS 12.23 Wed 17:00 P3
Towards engineering of tailored 2D single photon emitters
(SPE) by encapsulating single dye molecules into few layer
hexagonal boron nitride (hBN) — eNiLs LE CouTrg, TiMm
VOLzZER, PAuL WEINBRENNER, LisaA BOHME, FraNziskA FENNEL,
ToBias KorN, STEFAN LOCHBRUNNER, and FRIEDEMANN REINHARD
— University of Rostock, Rostock, Germany

‘We hypothesize that encapsulating dye molecules into multilayer h BN
flakes overcomes photobleaching, for example by improved thermal
conduction and airtight sealing. This would tackle one of the biggest
barriers to the application of fluorescent dyes in various methods like
optical nearfield microscopy or quantum sensing. I will present work
to deposit dyes on exfoliated multilayer hBN flakes by different meth-
ods of physical vapor deposition (PVD) and liquid deposition, as well
as initial studies on photostability by confocal microscopy. The large
variety of available dye molecules will provide a rich toolbox for en-
gineering of 2D SPEs, with greater flexibility than the limited set of
intrinsic defects in 2D materials and bulk crystals.

DS 12.24 Wed 17:00 P3
Epitaxy and transfer of freestanding oxide perovskites —
eJEREMY MALTITZ, DUuc NGUYEN, ALEV YUVANC, JENS MARTIN, and
JuTTA SCcHWARZKOPF — Leibniz Institut fiir Kristallziichtung, Max-
Born-Str. 2, 12489 Berlin, Deutschland

Fabrication of artificial 3D heterostructures is of increasing interest
for a broad range of application, such as flexible sensor, memristors,
or electronic skins. Layer transfer of thin films has established a new
paradigm of material assembly and design in context of 2D-van-der-
Waals crystals. Recently, freestanding oxide perovksites have been
achieved by introducing a perovskite-like sacrificial layer (Sr3A1206)
between substrate and functional film. In combination with layer
transfer, the functional film can be placed on arbitrary substrates (e.g.
silicon wafers). Additionaly, two functional layers (same or different)
can be stacked with the opportunity to create moiré patterns by rotat-
ing the layers with respect to each other. Therefore, the influence
of PLD growth parameter and thickness of SrTiO3/Sr3AI1206 het-
erostructures are studied to improve the quality of freestanding SrTiO3
thin films. Furthermore, the solid-solution family of (Ba,Ca,Sr)3A1206
enables the possibility to tune the lattice parameter. This property was
used to adjust the lattice parameter of the sacrificial layer to closely
match the lattice parameter of SrTiO3. With improved growth pa-
rameter and lattice matched sacrificial layer, the crackformation of the
freestanding film was reduced, paving the path towards the stacking
of freestanding thin films.

DS 12.25 Wed 17:00 P3

Characterization of structural and magnetic properties of
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SrRuOs3 thin films — eViTor DE OLIVEIRA LiMal, Mar Hus-
seIN HAMED!, CONNIE BEDNARSKI-MEINKE!, MICHAEL FALEY2, EM-
MANUEL KENTzINGER!, and THoMAs BrUckeL! — 1Jiilich Centre

for Neutron Science (JCNS-2) and Peter Griinberg Institute (PGI-4),
JARA-FIT, Forschungszentrum Jiilich GmbH, Germany. — 2Ernst
Ruska-Centre for Microscopy and Spectroscopy with Electrons (ERC),
Forschungszentrum Jiilich GmbH, Germany.

Proximity effects in Ferromagnet/Superconductor Heterostructures
(F/S-H) have demonstrated high potential for development of new
devices for spintronic and quantum computing application. SrRuOs3
(SRO) has attracted much attention among transition metal oxides for
being the only 4d oxide to show itinerant ferromagnetism and metallic
conductivity. In this work, we are characterizing the crystal struc-
ture as well the magnetic properties of SRO thin films for further
application in F/S-H with YBasCu3zO7_, superconducting films. The
samples were prepared on STO (001) single crystals by High-Oxygen
Pressure Sputtering. SRO thin films are epitaxial and have smooth
surface. Magnetometry indicate that samples have out-of-plane mag-
netic anisotropy and paramagnetic-ferromagnetic transition at approx-
imately 150 K, which corresponds to the SRO with Ru*t Curie tem-
perature, and two transitions at lower temperatures, that may be re-
lated to another Ru oxidation state. The samples stoichiometry will
be further investigated by Rutherford Backscattering Spectroscopy.

DS 12.26 Wed 17:00 P3
Charge-to-spin conversion in the quasi-two-dimensional elec-
tron gas emerging at the doped interface between LiNbOsj
and LaAlO3 — elcor MazNicHENKOD2, SERGEY OsTANIN!, IN-
GrID MERTIG!, and Pawer Buczek? — lInstitute of Physics, Mar-
tin Luther University Halle-Wittenberg, D-06099 Halle, Germany —
2Department of Engineering and Computer Sciences, Hamburg Univer-
sity of Applied Sciences, Berliner Tor 7, D-20099 Hamburg, Germany

We anticipate that the functional use of a solid electrolyte lithium nio-
bate in LaAlO3/LiNbOg heterostructure allows one to tune the quasi-
two-dimensional electron gas (q2DEG) which emerges there. This
phenomenon can be achieved by charging and discharging LiNbOs.
Here, on the basis of ab initio calculations of the hydrogen-doped
LaAlO3/LiNbOg interface, we demonstrate how the q2DEG and its
spin polarization appear. The out-of-plane electric polarization of
LaAlO3/LiNbOg3 forces the H dopants to accommodate at the Al-
terminated interface. This results in the formation of the q2DEG,
whose spatial extent is about 1.5 nm along the stacking direction.

DS 12.27 Wed 17:00 P3
Preparation of oxide ferroelectric membranes by epitaxial
sacrificial layers — eJonas Wawral:2, RoBIN ApLuncl2, Kor-
NELIUS NieLscu!2, and RuBeN HUuNE! — llnstitute for Metallic
Materials, Leibniz IFW Dresden, Germany — 2Institute of Applied
Physics, TU Dresden, Germany

Oxide ferroelectric thin films are used in a variety of applications due to
their strong remnant polarization and excellent dielectric, piezoelectric
and optoelectric properties. However, well performing and robust ma-
terials require a high crystalline quality and orientation, which is com-
monly achieved by growing the desired ceramic on comparably thick
and rigid substrates at high temperatures. This procedure prohibits
in most cases the incorporation in advanced organic heterostructures
and limits their utilization in flexible devices. One idea to overcome
the discrepancy between processing and implementation is the use of
a sacrificial layer during growth, which allows to release the functional
material as a thin membrane afterwards and enables a transfer to flex-
ible substrates. Here, we present our approach by growing different
fully epitaxial hetero-structures of Lag.7Srg.3MnOgs (which can be wet-
etched in a hydrochloric acid solution), conducting SrRuOgz and fer-
roelectric Baj_;Sr;TiO3 on oxide single crystal substrates by pulsed
laser deposition. Different sample architectures were used to obtain
a diversity of membranes that allow us to study their microstructure
and functional properties with methods like X-ray diffraction, scanning
probe microscopy, dielectric and ferroelectric measurement techniques
to compare them to similar films still clamped on a substrate.

DS 12.28 Wed 17:00 P3
Resistive switching and oscillations in NdNiO3 and SmNiOs3
planar thin film devices — eFarRNAZ Tanouni-Bonas!, THEODOR
LuiBRAND!, CLARIBEL DowmiNGUEz2, JENNIFER FowLIEZ, STE-
FANO GariGLio?, Roporro Rocco®, SouMmeEN Bac3, LoORENZO
FRATINO®, MARCELO ROZENBERG®, JEAN-MARC TRISCONEZ, REIN-

HoLp KLreINER!, DiETER KOELLE', JAVIER DEL VALLE?, and STE-
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FAN GuENON! — 1Physikalisches Institut, Center for Quantum Science

(CQ) an LISA*, Universitit Tiibingen, 72076 Tiibingen, Germany —
2Department of Quantum Matter Physics, Université de Genéve, 1211
Geneva, Switzerland — 3Université Paris-Saclay, CNRS, Laboratoire
de Physique des Solides, 91405 Orsay, France

Recently, there has been growing interest in strongly correlated materi-
als that undergo a temperature-driven insulator-to-metal transition in
the emerging research field of neuromorphic computing. Of particular
interest are resistive switching phenomena for emulating integrate-and-
fire behavior or self-sustained oscillations for spike train generation. In
this study, we used a combination of wide field microscopy and electri-
cal transport measurements to investigate thin film devies of the charge
transfer insulators NdNiOs and SmNiO3. Current-voltage character-
istics and photomicrographs reveal resistive switching via an interme-
diate state with a blurry metallic filament. The intermediate state is
accompanied by oscillations in the 10kHz frequency range that have
a characteristic saw-tooth shape indicative of a relaxation oscillator.
The intermediate state can be suppressed by changing the slew rate of
the current source.

DS 12.29 Wed 17:00 P3
Determining the brazeability of copper surfaces via spectro-
scopic ellipsometry — eoFRIEDRICH BURGER, LIENHARD WEGE-
wiTz, and WoLFGaNG Maus-Friepricas — Clausthal Centre of Ma-
terial Technology, Clausthal University of Technology, Agricolastr. 2,
38678 Clausthal-Zellerfeld

In Brazing, surface conditions play a fundamental role in determin-
ing the joint strength. Not all changes of the surface, like thick oxide
layers or oil films, may be immediately apparent and therefore will
only be noticed when the brazing process failed. Since most methods
of determining brazeability work by performing a brazing process and
evaluating the results they can only be performed on samples. This
does not represent variation of surfaces within a batch of material.
To fill this gap a nondestructive method to determine brazeability is
needed. Spectroscopic ellipsometry (SE) is an optical measurement
method commonly used to characterize the optical properties of sur-
faces and thin films. To evaluate if SE can be used to distinguish sur-
face states of copper surfaces that negatively impact the joint strength,
different surfaces were prepared. The selected surface states were a
reference condition, ground surfaces, oxidized surfaces and different
oil films on the reference surface. Those surfaces were characterized
by confocal laser scanning microscopy (CLSM) and X-Ray photoelec-
tron spectroscopy (XPS) to determine their morphology and chemical
composition. SE-measurements were performed subsequently. Except
for the ground states all surfaces showed distinct features in their SE-
spectra, suggesting identification via SE is possible.

DS 12.30 Wed 17:00 P3
Microscopic theory of X-ray absorption spectroscopy —
eJoRIs STURM, DoMINIK CHRISTIANSEN, MALTE SELIG, and ANDREAS
KNORR — Institut fiir Theoretische Physik, Nichtlineare Optik und
Quantenelektronik, Technische Universitdt Berlin, Hardenbergstr. 36,
10623 Berlin, Germany

X-ray absorption near-edge spectroscopy (XANES) and extended X-
ray absorption fine structure (EXAFS) are two widely used methods
to investigate the structure of solid states. [1,2,3].
In this contribution, we present a self-consistent Maxwell-Bloch ap-
proach based on Heisenberg equations of motion for a unified descrip-
tion of XANES and EXAFS for 2D solid-state materials and apply it to
the exemplary material graphene. For XANES we reproduce the exper-
imentally observed absorption peaks and polarization-dependent selec-
tion rules of the included orbitals. Furthermore, the rigorous treatment
of the Bloch wave interference allows us to calculate the Fourier trans-
formed EXAFS spectrum [2]| predicting so far uninterpreted features
which have not been assigned within point-scattering theory [1].

[1] Sayers, Dale E., et al., PRL 27 (1971): 1204

[2] Buades, Barbara, et al., Optica 5 (2018): 502

[3] Chowdhury, M. T., R. Saito, and M. S. Dresselhaus, PRB 85
(2012): 115410.

DS 12.31 Wed 17:00 P3
Ultrafast vibrational dynamics of CH-stretch modes of sur-
face adsorbates — eTiM LAMMERZAHL, NELLI KREMER, and
EckarT HAsSSELBRINK — University Duisburg-Essen

The understanding of energy transfer between different modes in one
molecule, which is called internal vibrational energy redistribution



SKM 2023 — DS

Wednesday

(IVR), is crucial for further development in the field of rate theory
and for applications in molecular electronics. As a model we study
adsorbate monolayers of a single species using time-resolved two-color
pump probe sum frequency spectroscopy.

Previously, we revealed that the coupling between valence vibrations is
faster than a few ps and equilibrates with bending and torsion modes
on a tens of ps time scale in fatty acid monolayers [!]. Now we moved
on to conducting surfaces (e.g. gold) and used different terminated
alkanethiols. Since gold surfaces exhibit a strong non-resonant (NR)
signal, which is usually the dominant source of noise, we used the
technique by Dlott et al.[2l to suppress the NR signal. Results from a
study of alkylthiols with different headgroups on gold will be presented.

|[1] Lackner, M., Hille, M., Hasselbrink, E. (2019), Phys. Chem. Lett.,
11, 108-112.

|2] Lagutchev, A., Hambir, S. A., Dlott, D. D. (2007). J. Phys. Chem.
C., 111, 13645-13647.

DS 12.32 Wed 17:00 P3
Dynamics of the response of thiol monolayers to rapid heat-
ing — eMaTTHIAS LINKE and EckKART HASSELBRINK — Universitat
Duisburg-Essen, 45141 Essen, Germany

Energy transport between metal substrates and molecules as well as
intramolecular energy transport between vibrations is still not well
understood, even though systems such as thiols on gold were studied
extensively. Self-assembled molecular films are an ideal model system
such as their characterization attracted much interest over the last
decades, especially in the field of nanotechnology. It is well estab-
lished that thiols adsorb easily and reproducibly on gold substrates
by self-assembly. Sum-frequency generation vibrational spectroscopy
(SFGvVS) can be used for characterization of such systems, since it is
inherently sensitive to surface species, interfaces at which centrosym-
metry is broken. We adsorbed different thiols on Au-surfaces and
heated the substrate by focussing an additional 25 ps 532 nm laser
beam on the backside of the sample. Absorption of the photons leads
to temperature jumps in the metal which can be assessed by tracking
the reflectivity changes of the sample. Tracking the spectral changes
via SFGvS at different delays between the pump and probe pulses can
be done to assess the temperature effects induced in the substrate and
the molecules and time constants can be extracted. The effect of the
probing of different head groups (NO2, CN, CH3) and variation of
the spacer group are studied in this work.

DS 12.33 Wed 17:00 P3
In-situ spectroscopic ellipsometry measurement and analy-
sis of native SiO2 behavior under different atmosphere and
temperature — ¢YoUNEs SLimi*»2, JANNIS WALDMANN!, RUDIGER
Scumip-Gunp!, and STErAN KRriscHok! — 1Technische Universitéit
Ilmenau, Fachgebiet Technische Physik I, Weimarer Strafte 32, 98693
Ilmenau, Germany — 2Ferhat Abbas University, Institut of optics and
precision mechanics, Optics and Applied Photonics laboratory 19000
Setif, Algeria
the most common wafer used in the semiconductor industry nowadays
is silicon (Si), the latter oxidizes when left to its own devices. these sil-
icon oxide layers’ behavior was investigated using In-situ Spectroscopic
ellipsometry to obtain optical constants and thin film thicknesses under
different atmospheres (nitrogen, dry air) and temperatures. We found
changes in the refractive index and thickness of the SiO2 layer un-
der different conditions due to oxidation and material ablation. These
results are meant to be used as possible references for future Electro-
chemical cells for in-situ Spectroscopic ellipsometry measurement for
water splitting devices.

DS 12.34 Wed 17:00 P3
Sprayed hybrid nanocellulose fibril-silver nanowire transpar-
ent electrodes — eMAaRIE BETKER!'2, ConsTANTIN HARDERD3,
EvrisaBeTH ErBEs!*4, JuLiaN HEGER3, ALEXANDROS E. ALEXAKISZ®,
BENEDIKT SocHOR!, QiNc CHEN!, MATTHIAS SCHWARTZKOPF!,
ANDREI CHuMmAKoOV!, PETER MULLER-BuscuBauM3:®, KoNRAD
ScHNEIDER?, SiMONE TrcHERT!, L. DANIEL SODERBERG?S, and
SteEPHAN V. Rotn! — 'DESY, 22607 Hamburg — 2Fibre and Poly-
mer Technology, KTH, 10044 Stockholm, Sweden — 3TUM School of
Natural Sciences, Chair for Functional Materials, 85748 Garching —
4Institute for X-ray Physics, Goettingen University, 37077 Goettin-
gen — SWWSC, KTH, 10044 Stockholm, Sweden — SMLZ, TUM,
85748 Garching — 7Leibniz-Institut fiir Polymerforschung Dresden
e.V., Abteilung Werkstofftechnik, 01069 Dresden
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The fabrication of sustainable, thin, and flexible electrical devices on an
industrial scale will be an important challenge in the future. Nanocom-
posites, consisting of conductive nanoparticles like silver nanowires
(AgNWs) and a sustainable matrix material like cellulose nanofibrils
(CNFs), can meet these requirements. Here, we report on the nanoscale
structure and the corresponding optoelectronic properties of a sprayed
CNFs-AgN'Ws nanocomposite electrode. Adding CNF to the aqueous
AgNW-based spray ink improves the dispersion and distribution of the
AgNWs. This, and the cold-welding of the AgNW junctions enhance
the conductivity of the electrode greatly. Finally, we demonstrate the
electrode’s high transmittance, resilience under multiple cycles of bend-
ing deformations, and its long-term stability.

DS 12.35 Wed 17:00 P3
Detecting nitrogen-vacancy-hydrogen centers on the
nanoscale using nitrogen-vacancy centers as local sensors
in CVD-diamond — eCHRISTOPH FINDLER, GERHARD WOLFF,
KAROLINA ScHULE, REMI BLINDER, PRIYADHARSHINI BALASUBRAMA-
NIAN, JOHANNES LANG, CHRISTIAN OSTERKAMP, and FEDOR JELEZKO
— Institute for Quantum Optics, Ulm University, Albert-Einstein-
Allee 11, D-89081 Ulm, Germany

The negatively-charged nitrogen-vacancy center (NV) in diamond has
attracted a lot of attention in the field of quantum technologies as it
shows coherence times up to milliseconds at room temperature and
enables optical polarization and coherent control of the electron spin.
Apart from NV centers, the spin bath in diamond grown by chemi-
cal vapor deposition (CVD) consists mainly of substitutional nitrogen
(P1) and negatively charged nitrogen-vacancy-hydrogen (NVH) defects
which are usually analyzed by electron paramagnetic resonance (EPR)
spectroscopy. In nm-thick epitaxial layers, however, the total number
of paramagnetic spins becomes eventually too low for state-of-the-art
EPR spectrometers. This problem can be solved by switching to a con-
focal microscope and studying the NV centers optically. Here, we show
that 15NV ensembles can be employed as local sensors to estimate the
density of non-fluorescent 15NVH and P1 centers in 15N-doped (100)-
diamond layers and even get insight into the spatial distribution and
correlation of P1 and 15NVH on the micrometer scale using a wide-field
microscope.

DS 12.36 Wed 17:00 P3
Tailoring Optical Properties in Transparent Highly Conduct-
ing Perovskites by Cationic Substitution — eMaupap Mo-
HAMMADI, RUIWEN XIE, NILOOFAR HADAEGHI, ALDIN RADETINAC,
ALEXEY ArRzUMANOV, PHiLiPP KoMmissiNskly, HONGBIN ZHANG, and
LaMBERT ALFF — Institute of Materials Science, Technische Univer-
sitdt Darmstadt

SrMoOs3, SrNbO3, and SrVO3 are remarkable highly conducting d!
(V, Nb) or d? (Mo) perovskite metals with an intrinsically high trans-
parency in the visible. A key scientific question is how the optical
properties of these materials can be manipulated to make them suitable
for application as transparent conductors and emergent plasmonics. In
this work, it is demonstrated for the first time how 3d/4d cationic sub-
stitution in perovskites shifts the optical transition energy and plasma
frequency. At the example of the solid solution SrVi.;Mo, O3 we show
that the absorption and reflection edges can be shifted to the edges of
the visible, resulting in a material that has the potential to outperform
ITO due to its extremely low sheet resistance. For z = 0.5, a resis-
tivity of 32 *Qcm ( 12 Q/sq.) is paired with a transmittance above
84 % in the whole visible spectrum. Quantitative comparison between
experiments and electronic structure calculations show that the shift
of the plasma frequency is governed by the interplay of d-band filling
and electronic correlations.

[1] M. Mohammadi et al.,"Tailoring Optical Properties in Transpar-
ent Highly Conducting Perovskites by Cationic Substitution", Adv.
Mater. (2022), Accepted Author Manuscript 2206605

DS 12.37 Wed 17:00 P3
Influence of dielectric Layers on the optomechanical Proper-
ties of Polymer Membranes in a Fiber Cavity — e ANDREAS
REeuss!, STEFaN LinDEN!, HaNNES PFEIFER?, LUkAS TENBRAKEZ,
and ALEXANDER FassBeNDER! — !Physikalisches Institut, Univer-
sitdt Bonn, Germany — 2Institut fiir Angewandte physik, Universitét

Bonn, Germany

Fiber cavities are an attractive platform for optomechanical experi-
ments as they can combine direct fiber-coupled optical access, small
cavity lengths, high optical finesse, and an open resonator volume. Di-
rect laser writing allows for a fast and flexible way to add polymer
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drums as mechanical resonators directly on the end facets of a fiber
cavity. These membrane-in-the-middle systems show a rather large
optomechanical coupling strength despite of the low reflectivity due to
the maximized intensity differences on the two membrane interfaces.
A disadvantage of direct laser written structures are the comparatively
large mechanical losses of the used resist, which limit the mechanical
quality factor of the membranes to several hundred at cryogenic tem-
peratures. Therefore, we are interested how the deposition of different
dielectric layers influences the optomechanical response of the polymer
membranes. By using materials with high young’s modulus, like MgFs,
we aim to reduce overall mechanical losses and therefore increase the
optomechanical response.

DS 12.38 Wed 17:00 P3
IST 312 - an unconventional phase change material?
eMAaRIA HAser, PETER KERRES, SopHIA WAHL, CARL-FRIEDRICH
ScHON, and MarTtHiAs WutTic — 1. Physikalisches Institut (IA),
RWTH Aachen University, 52056 Aachen Germany

Chalcogenide-based Phase Change Materials (PCM) are a prominent
candidate for energy-efficient memory devices. This material class
shows a significant difference in its optical properties between the
amorphous and crystalline phases: The former phase shows more in-
sulating characteristics. In contrast, the almost metallic properties
characterise the crystalline state. However, enabling fast switching be-
tween insulators and a real metal would broaden the field of application
of PCMs.

In this study, the unusual phase change material IngSbTez (IST) has
been investigated, which shows a metallic-like behaviour in its crys-
talline phase. The dielectric functions of both phases were determined
using optical measurements (FTIR, Ellipsometry). Additionally, DFT
calculations and XRD measurements were performed to better under-
stand the unusual property change.

DS 12.39 Wed 17:00 P3
Characterization of the interaction of acrylic polymers with
gold and silica surfaces — eSAscHA JAN ZIMMERMANN, PHILIPP
Moritz, and WoLrFGaNG Maus-FrieEpricus — Clausthal Centre of
Material Technology, Clausthal University of Technology, Agricolastr.
2, 38678 Clausthal-Zellerfeld

Adhesives play a key role in the 21st century. In particular, hybrid
material composites can be joined in this way while saving weight.
To advance this technology, a fundamental understanding of adhesive
interactions, particularly to metal (oxide) substrates, is required.

In order to investigate these interactions, nanometer thin planar
polymer films were deposited on the model substrates of silicon oxide
and gold. This was done for the polymers poly(methyl methacrylate)
and poly(glycidyl methacrylate) applying a spin coating process. X-ray
photoelectron spectroscopy (XPS), Metastable Impact Electron Spec-
troscopy (MIES) and Ultraviolet photoelectron spectroscopy (UPS)
were used to analyze the chemical interactions at the interface.

In the case of PMMA | the XPS measurements show the presence of a
caboxylate ion, which indicates probable ionic interactions. A varying
chemical shift and the changes in the MIES spectra indicate additional
hydrogen bonds. In the case of PGMA, no interactions were detected
by the applied measurement methods.

DS 12.40 Wed 17:00 P3
Photoinduced charge injection into single-layer WSe2 via de-
posited dye molecules — oTiM V6LzERD'2, ALINA SCHUBERT!HZ,
JuLiAN ScHROER!', Rico Scuwarrz!, Tosias Korn!2 and StE-
FAN LocuBRUNNERD2 — !nstitute of Physics, University of Rostock,
Albert-Einstein-Str. 23, 18059 Rostock, Germany — 2Department
"Life, Light and Matter", University of Rostock, Albert-Einstein-Str.
25, 18059 Rostock, Germany

The deposition of molecules allows the functionalization of 2D semi-
conductors as well as the fabrication of hybrid structures exhibiting
charge separation after optical excitation that can be exploited in op-
toelectronic devices. Here, we investigate the charge transfer from op-
tically excited molecules of the dye Perylene Orange (PO) into a mono-
layer of tungsten diselenide (1L-WSe2) by means of low-temperature
micro-photoluminescence spectroscopy: In comparison to the blank
1L-WSes, the proportion of charged trion versus neutral exciton emis-
sion is expected to change as the PO molecules are deposited and
excited. In contrast, when reducing the pump photon energy below
the PO absorption band, the emission spectrum would remain iden-
tical. Thus, we aim to control the light-induced charge injection into
the WSez by tuning the pump wavelength.
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DS 12.41 Wed 17:00 P3
Theoretical insights into the monolayer adsorption and char-
acterization of HB238 Merocyanine on Ag(100) surface
— eRITU TomaRr, THOoMAs BrEDOwW, ANNA KNY, and MoRITZ
Sokorowski — Clausius Institute of Physical and Theoretical Chem-
istry, University of Bonn, Germany

Merocyanines (MCs) are intriguing compounds that can be used as
efficient absorbers for organic solar cells. We studied the adsorption
of HB238 merocyanine on the surface of Ag (100) using STM and
SPA-LEED experiments, which suggested that HB238 self-organizes
as chiral tetramers upon adsorption. The molecular structure was sig-
nificantly different from the typical configuration in the bulk phases
of HB238. It is critical to control the structure and morphology of
merocyanine films to enhance light absorption and optimize their op-
toelectronic properties. Therefore, we performed quantum chemical
calculations to corroborate our experimental findings. Initially, we
screened the HB238 conformers and used the most stable structure to
determine the optimal adsorption orientation of HB238 on the Ag sur-
face using the semi-empirical method GFN1-XTB in DFTB+. HB238
preferentially adheres face-on to the Ag surface. Next, we optimized
the tetramer models at the DFT level to analyze the assembly of chiral
tetramers while maintaining supercell lattice constant values, as in the
experiment. We then relaxed the HB238 molecules on the Ag 3-layer
slab model and fixed the bottom two layers using the GGA method in
VASP. However, rapid and effective system convergence was achieved
only using the ASE/LBFGS optimization algorithm.

DS 12.42 Wed 17:00 P3
Modelling liquid flow through nanopores on the nanoscale
— eRustaM DURDYYEV!, CHRISTIAN R. Wick!, and ANA-SUNGANA
Smrtal2 IFriedrich-Alexander-Universitit Erlangen-Niirnberg,
PULS Group, Institute for theoretical physics, Interdisciplinary Cen-
ter for Nanostructured Films (IZNF), Cauerstrasse 3, 91058 Erlangen,
Germany — 2Division of Physical Chemistry, Ruder Bogkovi¢ Insti-
tute, Zagreb, Croatia

Liquid chromatography is one of the most important separation tech-
niques and has proceeded mainly along empirical knowledge from the
expansive collection of experimental data by using chromatographic
methods, spectroscopic methods and technical innovations in column
packing, particle technology and equipment design. However, a clas-
sic liquid chromatography column, is a cylinder densely packed with
mesoporous silica particles whose surface has been mostly chemically
modified. In this work, we investigated the physisorption of water to
functionalized silica surfaces and hydrophilicity properties of surface
by molecular dynamics simulations. We built on previously gathered
knowledge on chromatography to establish a unified picture of station-
ary phase and solute mobility in liquid chromatography. In analogy to
previous studies, we utilized a crystalline SBA-15 structure as start-
ing point for our modeling approach. Furthermore, we investigate the
effect of functionalization using different loadings with silanol group
(Si-OH) and trimethylsilyl groups (O-SI-(CH3)3). With this strategy,
we hope to understand the effect of functionalization of silica on the
physisorption of water molecules at the nanometer scale.

DS 12.43 Wed 17:00 P3
Optimizing two-dimensional materials for biomolecule de-
tection using machine learning techniques o CALIN-
ANDREI PanTis-SmmuT!:2:3, AMANDA TEODORA PrREDAL'23, Nico-
LAE FiLrporub2, and GeEorGE ALEXANDRU NeEMNEs!23 — 1Horia
Hulubei National Institute of Physics and Nuclear Engineering (IFIN-
HH), Str. Reactorului no.30, P.O.BOX MG-6, Magurele, Romania —
2University of Bucharest, Faculty of Physics, 077125 Magurele-Ilfov,
Romania — 3Research Institute of the University of Bucharest (ICUB),
Sos. Panduri 90, Bucharest Romania.

The problem of correctly identifying the biomarkers associated with
specific pathologies is of great interest nowadays for rapid diagnoses.
The transport properties of different active layers like beta-arsenate,
phosphorene, graphene, or Al-doped MoSe2 were investigated in the
presence of certain biomolecules. Additionally, predictions of biomolec-
ular compounds with tunable gaps were reported as well as carbon
nanotube-based. Our study brings a detailed analysis of 2D semi-
conductor heterostructures in contact with biomarkers of respiratory
diseases, which exhibit large tunabilities in transport properties. As a
first step, by using DFT simulations, the electronic properties of the
systems are analyzed under different doping conditions and nanostruc-
turing. In a second step, a large number of systems will be considered
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for transport calculations and the results will define the input for ma-
chine learning procedures. This involves the mapping between struc-
tural information and transport properties. In the end, an analysis of
the sensor’s limit of detection and regeneration is performed.

DS 12.44 Wed 17:00 P3
Microstructure investigation of pulsed laser deposited GeTe-
SbyTes heterostructures — eSonja CREMER!, LENNART Voss?,
Nms Braun!, Lorenz KienLe?, and ANDRIY Lornyk!:3:4
!Leibniz Institute of Surface Engineering, Leipzig — 2Faculty of En-
gineering, University of Kiel — 3Laboratory of Infrared Materials and
Devices, Ningbo University — 4College of Physics and Optoelectronic
Engineering, Harbin Engineering University
Heterostructured phase change materials are an auspicious candidate
to overcome high power consumption and resistance drift, hindering
the implementation of Ge-Sb-Te based thin films for neuromorphic
computing. Aiming at future systematic performance improvement,
the impact of deposition parameters on the microstructure of GeTe-
SbaTes heterostructures (HSs) was investigated. HSs were grown at
RT onto SiO2/Si by PLD. Combining advanced TEM with XRD the
microstructure was investigated in-depth. Energy and number of laser
pulses affect the layer thickness and composition. The low energy and
number of pulses lead to pronounced intermixing and hence to the for-
mation of a single GeSbaTey layer. Besides, the local structure of the
layers within the HS differs. While GeTe layers are amorphous, SboTes
layers are polycrystalline and contain nanocrystals featured by varying
sizes, defects and multiple phases. Thus, deposition parameters mainly
affect the morphology and chemical composition of GeTe-SbgTesz HSs.
However, the main factor influencing the crystallinity of the HS layers
is the alloy itself. Financial support by the DFG (No. 445693080) is
acknowledged. We thank A. Mill for assistance in FIB preparation.

DS 12.45 Wed 17:00 P3
Dynamics of ion beam-induced defects in phase-change
materials investigated by in-situ optical measurements —
eSEBASTIAN GRATZ, MARCEL BucH, MARTIN HAFERMANN, and
CARSTEN RoONNING — Institute of Solid State Physics, Friedrich-
Schiller-Universitat Jena, 07743 Jena, Germany

Phase-change materials (PCMs) provide the ability of reversible, re-
peatable and rapid switching between amorphous and crystalline
states. These transformations are accompanied with drastic changes
of the electrical and optical properties, which is already been used
in rewritable optical data storage or phase-change electronic mem-
ory. The transitions can be triggered by external thermal, optical,
or electrical stimuli. The most extensively studied PCMs are pseudo-
binary (GeTe)m (SbaTes)r chalcogenide compounds (m, n being inte-
ger values), short GST. Ion irradiation was recently introduced to in-
duce structural disorder and amorphize initially crystalline GST films.
There are multiple studies that investigated the effect of defect engi-
neering of GST compounds. However, there is still a lack of under-
standing of the dynamic effects, such as dynamic annealing of defects
during the ion irradiation process. Furthermore, the direct impact of
the specific GST stoichiometry on the ion-beam induced disorder has
not been observed yet. Thus, we investigated the dynamics of defect
formation for different GST stoichiometries, such as Ge;SbaTeys (m=1,
n=1), Ge;SbyTer (m=1, n=2), and GeaSbaTes (m=2, n=1), via in-
situ optical measurements during ion irradiation at different tempera-
tures.

DS 12.46 Wed 17:00 P3
Preparation and characterization of Cu-Te phases using fo-
cused ion beam — oNiLs Braun!, VLaDIMIR RoDDATIS?, AGNES
MiLL!, Sonja CrREMER!', HAGEN Brysal, LENNART Voss?, LORENZ
KienLe?, and ANDRIY LoTnyk!45 — 1Leibniz Institute of Surface
Engineering e.V. (IOM) — 2GFZ German Research Centre for Geo-
sciences — 3Institute for Materials Science, Faculty of Engineering,
University of Kiel — “Laboratory of Infrared Materials and Devices,
The Research Institute of Advanced Technologies, Ningbo University
— 5College of Physics and Optoelectronic Engineering, Harbin Engi-
neering University

In this work, we prepared different nanoscale Cu-Te phases from Cu -
SbaTes system using FIB. Copper chalcogenides have shown promising
thermoelectric properties, e.g. high efficiency and tunability. SboTes
thin layers are epitaxially grown on p-type Si (111) substrates and poly-
crystalline SboTes thin film are grown on a SiO2 coated wafer using
PLD. A standard cross-section FIB preparation method is used. Sam-
ples are investigated using advanced TEM methods and XRD. Depen-

20

dent on beam current used during FIB lamella preparation and SbaTes
layer thickness, hole formation in the Cu layer, thickness change and
chemical changes of the SboTe3 layers are observed. In specimen pre-
pared from the heated samples SbaTez and Cu-Te grains are found. In
polycrystalline SboTes specimen the intercalation of Cu and formation
of new Cu-Te phases is observed. We thank P. Hertel for magnetron
sputtering. We acknowledge the financial support by the German Re-
search Foundation (DFG 448667535).

DS 12.47 Wed 17:00 P3
Investigation of the insights of a TiN-PEALD process in
a remote capacitively coupled plasma ALD reactor — eJaN
BIEDINGER, JAN-MICHAEL SCHMALHORST, and GUNTER REISS —
Bielefeld University, Faculty of Physics, Germany

Atomic Layer Deposition (ALD) is a deposition technique of great in-
terest due to precise and reproducible layer control, large-area unifor-
mity and conformal coating. As it bases on chemical surface reactions,
it is important to understand the mechanism of an ALD process. In
the presented study, the effect of different process parameters (temper-
ature, plasma power, plasma pulse length, NHs flow, plasma pressure)
was studied in a titaniumnitride (TiN) plasma-enhanced ALD process,
consisting of sequential pulsing of tetrakis(dimethylamido)titanium
(TDMAT) and a NHj3 plasma. X-ray reflectivity and 4-point probe
measurements were performed to determine the growth rate, rough-
ness, density and electrical resistivity of all TiN films, respectively.
Additionally, Auger electron spectroscopy revealed information about
the chemical composition. By combining in-situ mass spectrometry
data, where plasma species as well as reaction products could be iden-
tified during the process, with these ex-situ results, the process could
be described in more detail. During the NH3 step, the release of
dimethylamine groups was observed, which decreased gradually with
time. This correlates with the decline of carbon content by increas-
ing the NHj3 step time. Moreover, it was observed that the plasma
species (hydrogen and nitrogen radicals) seems to be responsible for
decreasing the oxygen content and hence, improving thin film quality.

DS 12.48 Wed 17:00 P3
Epitaxial growth of Agy«Cui-xI on Al203 (0001) — eE.
KrUceR!, V. GorrscuaLcu?, G. BeENNDORF!, R. HILDEBRANDT!,
A.L. Pereiral, M. Bar!, E. Ao EL Fapr!, S. BrLaurock?, S.
MEerkER?, C. STurM!, M. GRUNDMANN!, and H. KRAUTSCHEID? —
LUniversitat Leipzig, Felix-Bloch-Institut fiir Festkérperphysik, Ger-
many — 2Universitét Leipzig, Institut fiir Anorganische Chemie, Ger-
many

Copper iodide (Cul) and related alloy compounds are of great inter-
est as suitable materials for applications in fully transparent optoelec-
tronic devices. While Cul exhibits intrinsic p-type conductivity with
excessive high hole densities typically around 1018 — 1019 cm™3, it was
recently shown that the carrier density can be strongly reduced for
AgxCuj_«I alloy and even n-type conductivity can be achieved for high
Ag contents [1]. Here we present the epitaxial growth of AgyCui.xI
thin films on AloO3 (0001) substrates using sublimation technique [2].
We demonstrate that AgyCuj-xI thin films with z < 0.5 exclusively
exhibit the zincblende 7-phase, while a coexistence of zincblende ~y-
and wurtzite -phases is observed for Ag-rich alloy compositions. In
addition we provide the epitaxial relationships between the different
AgxCuj_xI phases and the AloO3 substrate. Moreover, we present an-
other deposition approach based on a solid-state reaction between Cul
and Agl, which allows the preparation of single-phase y-AgxCuj_xI
films up to z = 0.7.

[1] A. Annadi and H. Gong, Appl. Mater. Today 20, 100703 (2020)

[2] E. Kriiger et al., Phys. Stat. Solidi B (accepted)

DS 12.49 Wed 17:00 P3
Growth of CoO Thin Films for Application in Superconduc-
tor - Magnet Heterostructures — e AMy McGLINCHEY — Trinity
College Dublin, Ireland

Cobalt monoxide, CoO, is an antiferromagnet (AF) with a Néel tem-
perature of 293K. It is utilised to pin the magnetisation of Co layers
via exchange bias and is employed in magnetic heterostructures. The
interaction between ferromagnet (F) and AF layers is predicted to gen-
erate long-range spin-triplet superconductivity in F-S-AF heterostruc-
tures [1]. CoO is a good candidate for the AF due to its low Néel
temperature, which facilitates in-field cooling through the transition
improving magnetic homogeneity. For the most part, CoO is synthe-
sized by the oxidation of Co thin films or using techniques such as
spray pyrolysis and pulsed laser deposition. In this work, we focus on
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the growth of CoO by molecular beam epitaxy, investigating the crys-
talline quality of the CoO as a function of deposition conditions. We
have optimised these conditions to grow single crystalline CoO(100)
thin films on MgO(100) substrates. As a second step towards a F-S-
AF heterostructure, we also investigate the superconducting properties
of Nb grown on CoO films. Due to the proximity effect, the properties
of the niobium - especially at low thickness relevant to heterostructures
- will be influenced by the CoO magnetic and interface structure [2].
1. L. G. Johnsen et al., Phys. Rev. B, 103, L060505 (2021). 2. G. A.
Bobkov et al., Phys. Rev. B, 106, 144512 (2022).

DS 12.50 Wed 17:00 P3
Potential of La-doped SrTiO3 thin films grown by metal-
organic vapor phase epitaxy for thermoelectric applications
— eMoHAMED ABDELDAYEM!, Avkur Baki', CArRLOs MORALES
SANcHEZ3, JAN INco FLEGE?, DETLEF KLIMM!, ANDREAS FIEDLER!,
OLIVER BIERWAGEN?, and JUTTA ScHWARZKOPF! — !Leibniz Institut
fiir Kristallziichtung, Berlin, Germany — 2Paul Drude Institut fiir Fes-
tkorperelektronik, Berlin, Germany — 3Brandenburgische Technische
Universitdt Cottbus, Brandenburg, Germany

Conversion of waste heat energy into electrical energy by exploiting the
thermoelectric effect in solids promises a great contribution to energy
harvesting concepts. However, most thermoelectric materials use toxic
Pb or Te. Recently, La-doped SrTiO3 has gained a lot of interest as a
potential candidate for thermoelectric devices for its good thermoelec-
tric properties, chemical and thermal stability. In this paper, we report
the homoepitaxial growth of La-doped SrTiO3 thin films by metalor-
ganic vapor phase epitaxy (MOVPE) technique, which works at high
oxygen partial pressures and offers upscaling potential for industry.
The adjustment of charge carrier concentration, necessary for thermo-
electric power factor optimization, was performed by introducing a de-
fined amount of the metal-organic precursor La(tmhd)3 and tetraglyme
to the liquid precursor solution. X-ray diffraction and atomic force mi-
croscopy verified a pure perovskite phase with high structural quality.
The electrical conductivity increases linearly with the La concentra-
tion in the gas phase, which is attributed to the substitution of La-+3
ions on the Sr+2 sites inferred from photoemission spectroscopy.

DS 12.51 Wed 17:00 P3
Ultrathin alumina membrane: A new opportunity for con-
structing stable sodium metal anodes — eJiajia Qiu, CHANG-
FAN XU, HuapriNe ZHAO, and YoNnGg Ler — Fachgebiet Angewandte
Nanophysik, Institut fiir Physik & IMN MacroNano, Technische Uni-
versitdt Ilmenau, 98693 Ilmenau, Germany

Unstable solid electrolyte interphase (SEI) remains a major bottleneck
for sodium metal batteries due to the mossy or dendritic growth of Na
in the repetitive stripping/plating process. Recently, nanostructured
modification of Na and A1203 coatings have been reported as two effec-
tive solutions to address this issue. Accordingly, with almost identical
pore regularity and precisely controlled geometrical structure, ultra-
thin alumina membrane (UTAM) is utilized as a functional layer to
effectively protect the Na anode of Na-metal batteries for the first time
in this work. The mossy or dendritic growth of Na has been suppressed
due to the UTAM protection, resulting in a uniform electrodeposition
interface. UTAM significantly improved the Coulombic efficiency while
avoiding short circuit risks. And it has the potential to be applied to
other metal anodes. The novel design of a UTAM-protected metal Na
anode may bring in new opportunities for next-generation high perfor-
mance Na metal batteries.

DS 12.52 Wed 17:00 P3
Contact printed micro circuit boards for thermoelectric cir-
cuits in van der Waals high temperature twisted cuprate het-
erostructures — eSaNAz SHOKRIY'2, CHRISTIAN N Saccaul, Ko-
RNELIUS NieELscu!-2, and NicoLa Poccial — !nstitute for Metal-
lic Materials, IFW Dresden, Dresden,Germany, IFW Dresden —
?Institute for Materials Science, Dresden University of Technology

Recently, thermoelectric measurement has been established as an in-
dicator of the topological nature of material due to its sensitivity to
the Berry curvature. Nernst effect, which is defined as a generation
of transverse electric field by a longitudinal temperature gradient in
the presence of a magnetic field, in particular, is a powerful tool to
investigate the area above superconductivity transition temperature
where the transverse electrical signals become very small. Twisted
Bi2Sr2CaCu208+4§ (BSCCO) van der Waals heterostructures have ex-
hibited topological superconductivity. Nevertheless, the BSCCO is too
fragile to make a complex circuit like thermoelectric. Therefore, we de-
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veloped the whole thermoelectric circuit like Seebeck and Nernst, em-
bedded within inorganic SiN so called nanomembrane and transferred
it on the optimally doped BSCCO flake inside the Ar-filled glovebox
to encapsulate the BSCCO flakes and contact it at the same time.
We used Pt as a heater and gold as the thermocouples and will cal-
ibrate our measurements based on the heat losses through a thermal
insulating substrate and nanomembrane as well.

DS 12.53 Wed 17:00 P3
Preparation and characterization of Znl-xMgxO thin films
obtained by the aerosol deposition method for UV radia-
tion detector — eVapiM MorARI — Techical University of Moldova,
D. Ghitu Institute of Electronic Engineering and Nanotechnologies,
Chisinau, Republic of Moldova

Zn1-xMgxO ternary oxide solutions with wide band gap were prepared
by the aerosol spray deposition method [1] using zinc acetate and mag-
nesium acetate as precursors. This technique offers the possibility of
rapid deposition of homogeneous thin films with good electrical and
optical properties. It is suitable for growing high-quality thin films on
Si, quartz, glass or sapphire substrate, with relatively large areas at
low cost due to vacuum-free equipment, low temperatures during depo-
sition, low defect density and low environmental impact. The obtained
thin films were characterized by scanning electron microscopy (SEM),
energy dispersive X-Ray analysis (EDX), X-Ray Diffraction (XRD),
Raman spectroscopy and optical absorption spectroscopy. The inves-
tigation of photosensitivity revealed that multilayer ZnMgO structures
with different Mg content are more sensitive than single-layer films in
a wide spectral range from visible to the ultraviolet (UV-C) radiation.
[1] Morari,V., et. All. Photosensivity of heterostructures pro-
duced by aerosol deposition of ZnMgO thin films on Si sub-
strates. In: Proceedings of SPIE - The International Society
for Optical Engineering, vol. 11718, p. 1171818:1*8, (2020).
https://doi.org/10.1117/12.2571189.

DS 12.54 Wed 17:00 P3
Heterostructure diodes based on reactively co-sputtered
Ag,Cuj_.I thin films — eJorriT BREDOW, SOFIE VoaGT, CHRIS-
TIANE DETHLOFF, HOLGER VON WENCKSTERN, and MARIUS GRUND-
MANN — Universitét Leipzig, Felix-Bloch-Institut, Germany

Copper iodide (Cul) is a transparent p-type semiconductor that ex-
hibits high hole mobilities of up to 25cm?/Vs in polycrystalline thin
films[Y). This renderes Cul an interesting candidate for the fabrication
of transparent heterostructure diodes, such as p—CuI/n—ZnO[Z], or p-
Cul/ n-AgIBl. Cul further exhibits a low resistivity, which was shown
to be increased with an increasing fraction of silver (Ag) in AgzCuy g1
thin films[4]. Moreover, a transition from p-type to n-type material of
the Ag;Cuj_;I thin films for z ~ 0.5 was observed4]. However, the
Ag;Cui_;I thin films were prepared with the Badeker method, i.e.
the iodization of metallic Ag;Cuj_, thin films.

We present transparent heterostructure diodes based on the ternary
compound Ag;Cuj_zI. The Ag;Cuy_;I thin films were deposited us-
ing reactive co-sputtering of metallic Cu and Ag in Ar and I atmo-
sphere. The feasibility of pn-heterojunction diodes with varying silver
content is presented.

(1 C. Yang et al., ACS Appl. Electr. Mater., 2, 3627-3632, 2020.

(2] F.-L. Schein et al., Appl. Phys. Lett., 102, 092109, 2013.

(3] J.-H. Cha and D.-Y. Jung, ACS Appl. Mater. Interfaces, 9, 43807-
43813, 2017.

4l A. Annadi et al., Appl. Mater. Today, 20, 100703, 2020.

DS 12.55 Wed 17:00 P3
SnTe topological insulator thin film for field-effect transistors
— oSEPIDEH IzADI, NEGIN BERYANI NEZAFAT, and GABI SCHIERNING
— Department of physics, Experimental physics, Bielefeld University,
33615, Bielefeld, Germany

Topological insulators (TIs) as a new class of quantum materials are
one of the potential interests for device fabrication. The unique elec-
trical characteristics of TIs arises from robust metallic states passing
through the bulk semiconducting band gap within the material. These
surface states with high electrical mobility are considered as an effi-
cient factor regarding high performance transistor. We herein present
SnTe topological insulator as a potential candidate for active layer in
field-effect transistor (FET). In this work the results of SnTe transis-
tor device fabrication is reported using bottom gate approach. There-
with, Si3N4 and Al203 are applied as gate insulating material which
are deposited using magnetron sputtering and atomic layer deposition
(ALD), respectively. The provided findings and analysis in this work
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paves the way for SnTe electrical device characterization.

DS 12.56 Wed 17:00 P3
Electric field induced laser-assisted polarization switching
dynamics in ferroelectric thin films — eREKIKUA SAHILU
ALEMAYEHU!, MarTHIAS ROssLe?, and Marias BAGRHEER!2
nstitute for Physics & Astronomy, University of Potsdam, Karl-
Liebknecht-Str 24-25, 14476 Potsdam, Germany — 2Helmholtz Zen-
trum Berlin, Albert-Einstein-Str. 15, 12489 Berlin, Germany

Nucleation and growth of domains with opposite polarization mod-
erates the electric field-induced polarization reversal process in ferro-
electric materials. Accordingly, the domain wall velocity governs the
timescale of polarization switching. Achieving the ultimate switching
time in ferroelectrics is a fundamental quest to improve the device
response time. Here we show laser-assisted polarization switching dy-
namics in metal-ferroelectric-metal heterostructure via heat and strain
waves induced by a femtosecond laser pulse.

DS 12.57 Wed 17:00 P3
Engineering Vertical Memristive Devices with TMDC Thin
Films eANNA LiNkeNHEIL'2, TueREsA ScHELER?2, OLE

GRONENBERG?, HENDRIK GRross?, MicHAELA Brum?2, Tzve-

TAN Ivanovb2, BenJaMIN SPETZLER!, FrRaNk ScHwiIERz!, PETER

Scuaar3:2, Lorenz KienLE?, and MARTIN ZIEGLER!? — IMicro-
and Nanoelectronic Systems, Faculty of Electrical Engineering and In-
formation Technology, TU Ilmenau, Ilmenau, Germany — 2Institute
of Micro- and Nanotechnologies, MacroNano®, TU Ilmenau, Ilmenau,
Germany — 3Materials for Electrical Engineering and Electronics, Fac-
ulty of Electrical Engineering and Information Technology, TU Ilme-
nau, Ilmenau, Germany — *Synthesis and Real Structure, Faculty of
Engineering, Kiel University, Kiel, Germany

Transition metal dichalcogenides (TMDCs) represent a class of promis-
ing materials for memristive devices, which become increasingly im-
portant for emerging information processing approaches. In particu-
lar, homogeneous thin-films of few layers thickness have advantageous
properties for memristive devices, such as excellent scaling behavior
combined with the potential integration into planar wafer technology.
Here, we assess the electrical properties of sputtered MoS2 based de-
vices and analyze the material. The devices were fabricated in a 4-inch
wafer thin film technology, allowing for a systematic electrical inves-
tigation. Various electrode materials as well as oxidation treatments
and their respective influences on device performance are evaluated
using Transmission Electron Microscopy (TEM), revealing probable
switching mechanisms and their origin.

DS 13: Optical Analysis of Thin Films |
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Invited Talk DS 13.1 Thu 9:30 SCH A 316
Towards Catalytic Applications of Infrared Laser Polarimetry
— eANDREAS FurcuHNER! and KarsTEN Hinricus? — !Helmholtz-
Zentrum Berlin fiir Materialien und Energie GmbH, Division Energy
and Information, Schwarzschildstrafse 8, 12489 Berlin, Germany —
2Leibniz-Institut fiir Analytische Wissenschaften — ISAS — e.V.

Infrared (IR) polarimetry and ellipsometry are well-established non-
destructive spectroscopic techniques for studying the refractive and
absorptive properties of thin films and surfaces with monolayer sensi-
tivity. This spectral range is particularly suited for investigating chem-
ical composition, molecular interactions, anisotropy, conductivity, as
well as changes and reactions at surfaces and interfaces.

The incorporation of quantum cascade lasers (QCLs) in novel IR po-
larimeter designs has pushed the boundaries of the achievable spatial
and temporal resolution well into the sub-mm and sub-second range,
respectively. Laser-based polarimeters thus enable hyperspectral and
time-resolved amplitude—phase measurements with novel application
potential. Probing individual laser pulses delivers time resolutions of
10 ps, spectral sweeps in 100 ms, and hyperspectral maps in minutes.

This presentation focuses on recent instrumental developments, such
as the combination of QCLs with single-shot designs, that pave the way
towards the application of IR laser polarimetry in thin-film catalysis.
Here, surface reactions have to be studied in situ and operando in order
to resolve the evolution of surface species and temporary adsorbates.

DS 13.2 Thu 10:00 SCH A 316
Large area functional thin film properties mapping using
in-line hyperspectral imaging during roll-to-roll magnetron
sputter deposition — FLoriAN GRUBER?, PATRICK SCHLENZ!,
STEFFEN BIEDER?, ErRIC SCHNEIDER?, JoLANTA SzEIwICcKAl, JUuLIO
HerRNANDEZ3, CHRISTIAN STERNEMANN?, and eSTEFFEN CORNELIUS!
— 1Fraunhofer FEP, Winterbergstrasse 28, 01277 Dresden, Germany
— 2Fraunhofer IWS, Winterbergstrasse 28, 01277 Dresden, Germany
— 3Norsk Elektro Optikk AS, Ostensjoveien 34, 0667, Oslo, Norway —
4Fakultit Physik/DELTA, Technische Universitit Dortmund, August-
Schmidt-Strafie 1, 44227 Dortmund, Germany

Roll-to-roll (R2R) coating processes of flexible substrates are estab-
lished for cost-efficient thin film functional materials production for
applications like energy efficient windows and solar cells. However,
even small variations of thickness and/or composition homogeneity
may affect the final product performance. Due to the high throughput
of coated surface area in R2R coating the ex-situ material characteriza-
tion is very time consuming, often destructive and offers no possibility
for in-situ process monitoring and/or quality control.

The NanoQI EU-H2020 project develops a powerful in-line tech-
nology combining hyperspectral imaging with X-ray reflectivity via a
machine learning algorithms, enabling large area (0.5m x 100m) high
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resolution (<1mm) high speed (m/min) thin film properties imaging.
The combinatorial thickness mapping of a binary metal-oxide double
layer (thickness up to 120nm) on PET substrate will be discussed in
detail - aiming to achieve a thickness accuracy of only a few %.

DS 13.3 Thu 10:15 SCH A 316
Developing an open source ellipsometry analysis workflow
— eFLoRIAN DOBENER!, MARIUS MULLER2, CAROLA EMMINGER!*3,
Curis STurm®, TamAs HaraszTi?, Marius GRUNDMANN®, and
SANDOR BROCKHAUSER! — !Department of Physics, Humboldt-
Universitét zu Berlin, Germany — 2Institute of Experimental Physics
I, Justus-Liebig-University Giessen, Germany — 3Felix-Bloch Institut
fiir Festkorperphysik, Universitéit Leipzig, Germany — *DWI Leibniz
Institute for Interactive Materials, Aachen, Germany

Optical and geometric characteristics of multilayer material stacks are
not accessible from ellipsometric data in a direct way. The optical
model applied to the data is the key, which allows understanding of
these properties. Accordingly, there exist a lot of different software
tools to construct such models, which vary in their model implemen-
tation and are often closed source. Comparing, reproducing and using
data from literature can therefore be challenging. Here, we present the
open source ellipsometry software pyElli. It implements specific disper-
sion models from manufacturers and from literature. Furthermore, it
allows for easy construction of non-standard measurement tasks, e.g.
combining different measurements or using uncommon measurement
parameters. Together with the recent NeXus ellipsometry standard,
the NOMAD research data management platform and its interactive
Jupyter based toolkit, we show how pyElli contributes to an open
ellipsometry workflow. This open workflow is a standardised and re-
producible way of analysing ellipsometry data and adds to the goal of
making ellipsometry data FAIR.

DS 13.4 Thu 10:30 SCH A 316
IR dual-comb polarimetry of anisotropic nanofibers —
eKarsTEN Hinricus!, Brianna BLEVINSZ, ANDREAS FURCHNERS,
NATARAJA SEKHAR YADAVALLIZ, SERGIY MINKOZ, RAPHAEL
Horvarn?, and Markus MaNGoLD? — !Leibniz-Institut fiir Analytis-
che Wissenschaften - ISAS e.V., Schwarzschildstrafte 8, 12489 Berlin,
Germany — ?Department of Chemistry, The University of Georgia —
3Helmholtz-Zentrum Berlin fiir Materialien und Energie GmbH, Di-
vision Energy and Information, Schwarzschildstrafle 8, 12489 Berlin,
Germany — 4IRsweep AG, Laubisruetistrasse 44, 8712 Staefa, Switzer-
land

In this work an anisotropic nanofiber scaffold is investigated non-
invasively under ambient conditions by infrared dual-comb polarime-
try (IR - DCP). Amplitude and phase spectra at various azimuthal
sample rotations are correlated with the orientation of characteristic
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vibrational transition dipole moments. IR - DCP is proven as a new
method for the spectral analysis (here 1200 cm-1 to 1300 c¢m-1) of such
anisotropic samples in very short measurement times (0.065 ms) at 1.4
cm-1 spectral resolution. Such capabilities are in particular interest-
ing for imaging applications, time resolved studies and hyperspectral
spectroscopy of anisotropic samples. In difference to classical ellipsom-
etry which measures phase differences, IR - DCP can measure s- and
p-polarized phases separately. We acknowledge financial support by
the EU through EFRE 1.8/13 and the Horizon 2020 grant 820419 and
by the BMBF through CatLab (03EW0015A/B).

DS 13.5 Thu 10:45 SCH A 316
Orientation in thin spider silk films at silicon substrates evi-
denced by dichroic FTIR spectroscopy — eMARTIN MULLER!"2,
MiriaMm Hormaler!3, SArRan LENTZ?, THOMAS ScHEIBEL?, and AN-
DREAS FERy!3 — 1Leibniz-Institut fiir Polymerforschung Dresden
e.V., Institut fir Physikalische Chemie und Physik der Polymere,
Dresden, Germany — 2Technische Universitit Dresden, Lehrstuhl fiir
Makromolekulare Chemie, Dresden, Germany — 3Technische Univer-

DS 14: Thin Oxides

Time: Thursday 9:30-11:15

DS 14.1 Thu 9:30 SCH A 315
Strain effects of the electronic and magnetic properties of
thulium iron garnet films — eSiBYLLE GEMMING!, GEORGETA
SAvAN!, APooRrvA SHARMA!, OaNa T. CruBoTARIUZ, and MANFRED
ALBRECHT? — lInstitute of Physics, TU Chemnitz — 2Institute of
Physics, U Augsburg.
Rare earth iron garnets are magnetic insulators, in which two struc-
turally distinct iron centers form sublattices, which couple antiferro-
magnetically. The overall magnetization of the compounds results from
the alignment of the local magnetic moments of the 4f electrons at the
rare earth sites and is sensitive to external effects such as tempera-
ture and strain. We performed gradient-corrected density-functional
calculations including spin-orbit and correlation corrections to study
the property-thickness relation of thin thulium iron garnet films that
had been grown epitaxially under tensile strain on a doped gallium
gadolinium garnet substrate. We could rationalize the observed growth
modes for different film thicknesses with strain arguments and corre-
late it with the observed electronic properties (Funding: DFG, GE
1202/12-1)

DS 14.2 Thu 9:45 SCH A 315
Optoelectronic Properties of Al-doped ZnO Films Prepared
by ALD and Flash Lamp Annealing — eGuoxiu Znanc!:2
OLvEr STEUER!, Yu CueNncg!, Y1 Li!, KaiMaN LiN', SHENGQING
Znou!, Yurer Liv?3, and Spawomir Pruconan! — 1Helmholtz-
Zentrum Dresden-Rossendorf, Institute of Ton Beam Physics and Ma-
terials Research, Bautzner Landstrasse 400, Dresden, 01328, Ger-
many — 2Key Laboratory of Optoelectronic Technology & Systems
(Chongqing University), Ministry of Education, Chongqging 400044,
China — 3Faculty of Science and Engineering, Swansea University,
Swansea SA2 8PP, UK

Zinc oxide (ZnO) is a wide-band-gap semiconductor considered for
transparent and flexible optoelectronics. Effective and controlled dop-
ing of ZnO can be realized by substitution Zn or O atoms with metal
or non-metal elements like H, Al, Ga for n-type doping and e.g. group
V elements for p-type doping. In this work, we have investigated the
optoelectronic properties of *-doped ZnO with Al. 100 nm thick Al-
doped ZnO (AZO) films were deposited on Si wafers by atomic layer
deposition (ALD) varying the distance between Al-layers. After ALD
process samples were annealed using ms-range flash lamp annealing
(FLA) in either nitrogen or oxygen atmosphere. The highest carrier
concentration estimated from Hall-effect measurements is 2.7 *1021
cm-3 and the resistivity is 8.8%¥10-4 Qcm, for AZO films where the
Al-*-layer is separated by 20-layers of Zn. In general annealing in N2
atmosphere promotes n-type doping while annealing in O2 leads to the
formation of highly resistive films.

DS 14.3 Thu 10:00 SCH A 315
Strain Engineering of Buffer Layers: A Way to Over-
come Film/Substrate Lattice Misfit — eP1a HenNING!, ULRICH
Ross?, KAREN STroH!, ViTALY BRUCHMANN-BAMBERG!, and VAsILY
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sitdt Dresden, Lehrstuhl fiir Physikalische Chemie Polymerer Mate-
rialien, Dresden, Germany — 4Universitit Bayreuth, Lehrstuhl fiir
Biomaterialien, Bayreuth, Germany

Biomedically relevant spider silk films were deposited on unscratched
and parallelly scratched silicon substrates and checked for conforma-
tion and orientation by dichroic transmission (T-) and ATR-FTIR
spectroscopy. Films (d=0-200 nm) were casted from hexafluoroiso-
propanol solutions of recombinantly engineered spider silk proteins.
Both FTIR methods revealed little b-sheet (<10%) and much disor-
dered structure (>80%) from Amide I band analysis. Dichroic ratios
R of Amide I components close to isotropic films were found by T- and
ATR-FTIR indicating no orientation. Whereas, silk films after swelling
in MeOH vapor revealed higher b-sheet (>30%) and lower disordered
structure amounts (<60%). By T-FTIR isotropic R values of Amide I
components assigned to antiparallel b-sheet were found indicating no
in-plane orientation, while ATR-FTIR revealed R values significantly
deviating from isotropy indicating out-of-plane orientation. Orienta-
tion was independent on scratching and increased decreasing d.

and Oxide Layers
Location: SCH A 315

MosuNyacal — 1. Physikalisches Institut, Georg-August-Universitit
Gottingen, Germany — 2Institut fiir Materialphysik, Georg-August-
Universitdt Gottingen, Germany

A fundamental problem in thin film physics is the film/substrate lat-
tice misfit and the related epitaxial strain. An especially important
role plays stress for perovskite manganites, e.g. colossal magnetoresis-
tive (Lag.6Pro.4)0.7Cap.3MnO3 (LPCMO), yielding a suppression of
the metal-insulator and ferromagnetic phase transition for LPCMO
thin films grown on standard perovskite substrates, like SrTiO3 (STO,
tensile stress) and LaAlO3 (LAO, compressive stress). We propose
a route to engineer the strain via LAO buffers epitaxially grown on
STO substrates by means of metalorganic aerosol deposition to obtain
epitaxial stress-free LPCMO films. By changing the LAO thickness
in the range dy 40~2-35 nm and precisely tuning the stress in it, an
ideal lattice adjustment between LPCMO and LAO has been achieved.
This allows us to grow stress-free epitaxial LPCMO/LAO/STO(100)
thin and ultrathin (dz pcaro~10 nm) films with bulk properties. The
structure and microstructure of these films as well as the stress distri-
bution within layers was studied by X-ray diffraction and high resolu-
tion transmission electron microscopy. A generalization of this method
on other film/buffer /substrate combinations has been proposed.

DS 14.4 Thu 10:15 SCH A 315
Transfer and Thermal Processing of Freestanding Oxide
Membranes — eYu-Junag Wu, VARUN HARBOLA, SANDER SMINK,
SaraH C. Parks, and JocHEN MANNHART — Max Planck Institute
for Solid State Research, Heisenbergstrafe 1, 70569 Stuttgart, Ger-
many

Epitaxial films of complex oxides have gained interest due to their wide-
ranging physical properties, including high-temperature superconduc-
tivity, magnetism, ferroelectricity, and multiferroicity. The convention-
ally grown single-crystalline oxide thin films are usually bound to their
substrates, which imposes constraints on their properties and usage.
Therefore, growth techniques have recently been developed that enable
lifting-off freestanding complex oxide membranes by wet etching of ox-
ide buffer layers. To achieve transfer of large-area oxide films, we have
systematically studied growth and transfer of a variety of thin films,
grown on aluminate and manganite wet-etchable buffer layers. Various
oxide membranes were successfully transferred with good quality and
up to 3x 2 mm?2 area with minimal cracking. Furthermore, after ther-
mal processing the stack of the transferred membrane on sapphire,
the transferred membrane starts dewetting, yielding nanostructures.
This work is not only expected to enable a wide range of oxide films
to be transferred in high quality for fundamental studies and applica-
tions in oxide electronic devices but also serves as a starting point for
crystalline nano-structuring of oxide materials.

DS 14.5 Thu 10:30 SCH A 315
Tungsten-oxide thin films characterized by Positron An-
nihilation Spectroscopy — eVassiLy VabpiMoviTcH Burwitz!,

ANNEMARIE KARcHER?3, LuciaN MaTues!, THOMAS SCHWARZ-
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SELINGER®, MAIK BurTerLING?, ErRic HIRscHMANN?, MaciEs Os-
KAR LIEDKE?, ANDREAS WaGNER?, and CHRisTOPH HUGENSCHMIDT!
— 1Heinz Maier-Leibnitz Zentrum, TU Miinchen — 2TU Miinchen
— 3Max-Planck-Institut fiir Plasmaphysik, Garching bei Miinchen
— 4Helmholtz-Zentrum Dresden-Rossendorf, Institute of Radiation
Physics

For future nuclear fusion reactors it is foreseen that tungsten is used
as inner wall cladding. Understanding the formation and behaviour
of radiation induced defects in tungsten is therefore important for
their safe operation. Tungsten mono-crystal model systems are studied
by positron annihilation Doppler-broadening spectroscopy (DBS) and
positron annihilation lifetime spectroscopy (PALS) to foster the un-
derstanding of the type and evolution of these defects. Both methods
are sensitive tools when examining the defect type and concentration.
However, data obtained by either of these methods is influenced by any
thin oxide film on the surface of a sample. Such a film is present on any
tungsten sample exposed to air, therefore its effect on DBS and PALS
results needs to be known for their correct interpretation. In this work
we measured tungsten-oxide thin films grown by thermal and electro-
chemical methods as well as by exposure to air by DBS and PALS. The
DBS measurements were performed using a moderated 81 emitter, the
PALS measurements at an accelerator-based positron source.

DS 14.6 Thu 10:45 SCH A 315
Monitoring switching process in Fe304/STO heterostruc-
tures via in-situ instrument — eYmran Xul, Mar Hussrin
HamED!2, CoNNIE BEDNARSKI-MEINKE!, AsmMaA QDEMAT!, STEF-
FEN ToBer!, EmmanueL KentziNgerR!, OLec PreTracic!, and
Tuomas Brocken! — 1Jiilich Centre for Neutron Science (JCNS-2)
and Peter Griinberg Institut (PGI-4), JARA-FIT, Forschungszentrum
Jillich GmbH, 52425 Jiilich, Germany — 2Faculty of Science, Helwan
University, 11795 Cairo, Egyp

The ability to tune magnetic oxide phases via redox reactions across
their heterointerfaces could lead to useful spintronic and memris-
tive device applications. By applying a small electric field, oxida-
tion/reduction occurs at the heterointerface and leads to a reversible

phase transition. In this talk, we present the preparation and char-
acterization of epitaxial Fe3O4 thin films grown on TiO2-terminated
Nb:STO via pulsed laser deposition (PLD). Using magnetometry, we
detect the Verwey transition; a strong indicator of the oxygen con-
tent in the FesO4 films. We observe the disappearance in the Verwey
transition temperature with an applied positive electric field. This
could be explained by oxygen diffusion through the interface which
then leads to a reversible phase transition from Fe3O4(magnetite) to
v-Fe2 O3 (maghemite). Using ex-situ x-ray diffraction (XRD), we ob-
serve the structural transitions from (001) to (111) in the out-of-plane
direction influenced by the applied voltage. Interestingly, by grazing-
incidence small-angle X-ray scattering, we observe a change in the
magnetite domain size for the sample after applying the electric field.

DS 14.7 Thu 11:00 SCH A 315
Engineering magnetic anisotropy by Rashba spin-orbit cou-
pling in 3d-5d oxide heterostructures — eMEGHA VAGADIA, JAYA
PrakasH SAHOO, ANKIT KUMAR, SUMAN SARDAR, TEJAs TANK, and
D.S. Rana — 1Department of Physics, Indian Institute of Science
Education and Research Bhopal, M.P. 462066, India

In recent times, Rashba spin-orbit coupling (SOC) has been success-
fully employed for the emergence of exotic phenomena at the quantum
oxide interfaces. In these systems, the combined effect of charge trans-
fer, broken symmetries, and SOC yields intriguing interfacial mag-
netism and transport properties. However, role of Rashba SOC, par-
ticularly without applied bias, in modulating magnetic anisotropy of
oxide heterostructures is unexplored. Here, we provide insight into tun-
ing transport phenomena by the charge transfer driven Rashba SOC
in CaMnO3/CalrO3 heterostructures. Rashba SOC remarkably en-
hances the anomalous Hall conductivity and reconstructs the Berry
curvature. From the anisotropy magnetoresistance measurements, we
demonstrate that Rashba SOC is instrumental in tailoring magnetic
anisotropy where magnetization easy-axis rotates from the out-of-plane
direction to the in-plane direction. The ability to tune Rashba SOC
and resulting competing magnetic anisotropies provides a route to ma-
nipulate electronic band structure for the origin of non-trivial spin
texture useful for spin-orbitronics applications.

DS 15: Optical Analysis of Thin Films Il

Time: Thursday 11:15-12:45

Invited Talk DS 15.1 Thu 11:15 SCH A 316
In-Situ Optical Investigation of Electrochemically Induced
Conformational Changes at Solid Liquid Interfaces: A Source
of new Electronic States — eCHrisToPH COBET — Linz School of
Education, Center for Surface- and Nanoanalytics (ZONA), Johannes
Kepler University, Altenbergerstr 69, A-4040, Linz, Austria

The electrical potential between an electrolyte and a solid electrode,
whether it is a metal, semiconductor, polymer or a bio-membrane,
could induce considerable changes in the conformational appearance.
In biological systems such conformation changes are well-known e.g.
as a control element for the chemistry on one or both sides of a mem-
brane. In periodically ordered thin films or at surfaces, one can observe
conformation changes at the atomic length scale which could induce
new electronic properties. The interfacial electrical potential is in all
cases a very versatile control element. On the one hand, it allows to
change the chemical formation potential over a huge range which is
otherwise only accessible for example by rather extreme temperature
or pressure differences. On the other hand, it offers a very precise con-
trol of the thermodynamic equilibrium conditions. With the help of
in-situ optical methods like spectroscopic ellipsometry (SE) and reflec-
tion anisotropy spectroscopy (RAS), we could study the interplay of
the potential induced charge accumulation, the conformational changes
and the evolution of (self) localized electronic states. The mechanisms
will be discussed by two examples: The electrochemical doping and for-
mation of polarons in polymers and the formation of surface quantum
well states at a metal-electrolyte interface.

DS 15.2 Thu 11:45 SCH A 316
Singlet fission and triplet dynamics in pentacene em-
bedded in a surface-anchored metal-organic framework
— eMaRTIN RicuTeER!, Znrvun Xu?, PuiLipp Lubpwic3, PAVEL
KoLesnicHENKO!, Uwe Bunz3, CurisTor Wo6LL2, and PETRA
TrcEDER! — !Physikalisch-Chemisches Institut, Universitidt Heidel-
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berg — Z2Institut fiir Funktionelle Grenzflichen, Karlsruher Institut
fiir Technologie — 3Organisch-Chemisches Institut, Universitit Hei-
delberg

It has been observed, that the rate of singlet fission in pentacene and
the lifetime of the generated triplets strongly depend on the molecular
arrangement.|1]

Here, a cofacial orientation of pentacene molecules is achieved by
embedding them in a surface anchored metal-organic framework (SUR-
MOF). Transient absorption spectroscopy has been used to analyze the
ultrafast dynamics as well as long lived states after photoexcitation.
The observed difference absorption spectra indicate, that after the ini-
tial excitation a singlet excited state generates a correlated triplet pair
within a few picoseconds that retains singlet character. Subsequent dy-
namics show the formation of a long-lived species (47us) with triplet
character. This exceeds by far the observed lifetime of triplets gener-
ated in pentacene thin films (10ns) and may enhance triplet harvesting
capabilities in photovoltaic devices.|2]

1.Lubert-Perquel, D., Nat Commun. 2018, 9, 4222

2.Poletayev, A.D., Adv. Mater. 2014, 26, 919-924

DS 15.3 Thu 12:00 SCH A 316
Birefringence of orthorhombic DyScO3: Towards a terahertz
quarter-wave plate — eJINGWEN Li, CHIA-JUNG YANG, JANNIS
LenMANN, N1vEs STRKALJ, MORGAN TRASSIN, MANFRED FIEBIG, and
SHovoN PaL — D-MATL, ETH Zurich, Switzerland

The energy scale of THz light corresponds to plenty of the fundamen-
tal collective excitations in materials, such as phonons, magnons, and
heavy fermions. This makes THz light an ideal tool to investigate the
low-energy excitations and non-equilibrium processes in solid-state sys-
tems. With the growing interest in studying the aforementioned collec-
tive phenomena, manipulating the polarization of THz light becomes
necessary. However, prevailing THz waveplates, such as quarter-wave
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plates (QWPs) for generating circularly polarized THz light, typically
suffer from various problems, including bulky size, complex fabrica-
tion, or narrow working ranges. Here, we present a broadband THz
QWP based on a 50-pum-thick (110)-cut orthorhombic DyScO3 (DSO)
crystal. We show a polarimetry measurement to verify the polarization
of the output CP-THz light and prove that our DSO plate behaves like
a QWP over a broad frequency range of 0.50-0.70 THz with a phase
tolerance of +£3%. We believe that our results expand the choices of
broadband THz QWPs, as well as the possibilities of simple and com-
pact achromatic THz QWPs by combining DSO crystals. Most im-
portantly, as a common substrate for growing various thin films, DSO
shows its potential as a compact built-in broadband THz waveplate
for thin film research with circularly polarized THz light. [1]
[1] Appl. Phys. Lett. 118, 223506 (2021).

DS 15.4 Thu 12:15 SCH A 316
Temperature Dependence of Coherent Phonon Oscillations
in Metavalently Bonded Solids — eTimo VEesLin!, FELix Horr!,
JuLian MEerTENs!, JonaTHAN FrRaNk!, and MaTTHIAS WUTTIG!H2:3
— 1. Institute of Physics (IA), RWTH Aachen University — 2Jiilich-
Aachen Research Alliance (JARA FIT and JARA HPC) — 3PGI 10
(Green IT), Forschungszentrum Jiilich GmbH

Femtosecond optical pump probe measurements are carried out in or-
der to detect changes in the reflectivity of the material response of MBE
grown metavalently bonded (MVB) materials on sub-ps timescales.
MVB differs significantly from metallic, ionic and covalent bonding.
Examination of reflectivity changes due to the coherent phonon re-
sponse provides insight into the ultrafast lattice dynamics and relax-
ation of MVB materials. To this end, the mechanism of displacive
excitation of coherent phonons (DECP) is used to analyse the highly
symmetric A1 modes. The material response consists of the ultra-
fast carrier excitation and a slower carrier relaxation together with a
damped harmonic phonon oscillation measured in the transient reflec-
tivity trace. The temperature dependence of the frequency, lifetime

and oscillation amplitude of the coherent phonon A1l mode in Sb2Te3,
GeTe and Bismuth will be presented. This allows to identify phonon
coupling effects and dephasing mechanisms, as well as the tempera-
ture dependence of phonon frequencies. Furthermore, the results are
supported by optical and structural data recorded at room tempera-
ture. These measurements will help to better understand the MVB
mechanism which governs phase change materials.

DS 15.5 Thu 12:30 SCH A 316
Identification of different polymorphs of a zone-cast pery-
lene diimide derivative with low-frequency Raman and infra-
red scanning near-field microscopy — eNADINE vOoN COELLN,
CurisTiaN Huck, NikLas HERRMANN, PETRA TEGEDER, and JANA
ZAUMSEIL — Institute of Physical Chemistry, Heidelberg University,
Germany

Small-molecule organic semiconductors are prone to form multiple thin
film polymorphs. As their charge transport characteristics may vary
substantially, effective and fast polymorph characterization techniques
are necessary. Here, zone-cast films of perfluorobutyl dicyanopery-
lenecarboxydiimide (PDIF-CN3) were studied with X-ray diffraction
(XRD), confocal low-frequency Raman microscopy and infrared scan-
ning near-field microscopy (IR-SNOM). Based on low-frequency Ra-
man spectra and XRD, two different thin film polymorphs of PDIF-
CNy were identified, which form depending on the solvents used for
deposition. While confocal Raman microscopy is limited in the spatial
resolution of areas, the near-field infrared technique (IR-SNOM) offers
the unique possibility of both infrared microscopy and spectroscopy
with a spatial resolution down to ~10 nm. We demonstrate that it is
possible to discriminate between neighboring crystalline regions of the
two PDIF-CN3 polymorphs by means of IR-SNOM using slight dif-
ferences in IR absorption. As a non-destructive technique, IR-SNOM
may even enable in-situ investigations of thin semiconducting films in
functional devices.

DS 16: Thermoelectric and Phase Change Materials; Layer Deposition

Time: Thursday 11:30-13:00

DS 16.1 Thu 11:30 SCH A 315
A Multiscale Simulation Method for Deposition Processes:
Micrometer-scale Off-Lattice Film Growth with Atomistic
Precision — eErik E. Lorenz! and JorG ScHusTER?! — 1Center
for Mikrotechnologies, Chemnitz University of Technology, Chemnitz,
Germany — 2Fraunhofer Institute for Electronic Nano Systems ENAS,
Chemnitz, Germany

We present a multiscale method for the simulation of thin film de-
position processes such as PVD, CVD and ALD. By combining Ki-
netic Monte Carlo (KMC) methods for adsorption event sampling and
Molecular Dynamics (MD) for adsorption simulation and nanostruc-
ture relaxation with a graph-based triangulating bulk-surface repre-
sentation, fast and efficient highly-parallel surface growth simulations
are facilitated.

The enhancement of KMC-MD coupling with a graph-based bulk-
surface representation enables efficient subdomain decompositions,
bulk KMC event insertions and removals, and the robust and constant-
time update of connected subdomain. Using the same graph structure,
the effects of further computational improvements such as incident par-
ticle ray tracing, surface diffusion and limited KMC time warping are
shown.

We demonstrate the growth of atomistic copper seed layers on a
Tantalum substrate for micrometer-scale electronic devices in paral-
lelized simulation runs saturating over 1000 CPU cores, and compare
it to established methods.

DS 16.2 Thu 11:45 SCH A 315
Characterization and optimization of MgZnO thin films with
steep lateral composition gradient — eLAURENZ THYEN, MAaX
KnNE1ss, HOLGER VON WENCKSTERN, and MARIUS GRUNDMANN —
Universitat Leipzig, Felix-Bloch-Institut fiir Festkorperphysik, Linnés-
trate 5, 04103 Leipzig, Germany

The materials magnesium- and zinc-oxide have been widely investi-
gated in the past. Corresponding step graded ternary alloy thin films
of Mg,Znj_;O have been of great interest [1]. Pulsed laser deposition
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(PLD) has been used to grow laterally and vertically graded thin films
[2]. The precise control of chemical composition is of great importance
for possible applications. Additionally, in the course of miniaturiza-
tion of electrical devices like wavelength-selective multi-channel UV
photodetectors, a well-defined steep slope of the material gradient will
be beneficial [3,4].

In this contribution the properties of Mgz Znj_,O thin films with lat-
eral compositional gradient grown by pulsed laser deposition will be
discussed. In order to obtain information about the material compo-
sition of the thin films, energy-dispersed X-ray spectroscopy, spatially
resolved ellipsometry and micro-photoluminescence spectroscopy mea-
surements have been conducted. Moreover, steep lateral gradients with
a slope of up to 20 % Mg/mm were realised.

[1] Z. Zhang, et al. IEEE Journal Quantum Elec, 20.6, 106-111, (2014)
[2] H. v. Wenckstern, et al. physica status solidi (b) 257.7 (2020)

[3] M. Grundmann, IEEE Transact. Elec. Dev. 66.1 (2018): 470-477
[4] M. KneiR, et al. ACS Combinatorial Science 20.11 (2018): 643-652.

DS 16.3 Thu 12:00 SCH A 315
Physical properties of NixCuj.xI thin films deposited by mag-
netron co-sputtering — eCHRISTIANE DETHLOFF, SOFIE VOGT,
DanNIEL SpLITH, HOLGER VON WENCKSTERN, and MARIUS GRUND-
MANN — Felix-Bloch-Institut, Universitat Leipzig, Deutschland

The highly conductive, p-type semiconductor Cul is subject to various
doping approaches to tailor optical and electrical properties [1-4]. As
recently shown [5], doping Cul with Ni reduces its high hole density of
up to 2x 1012 cm™ [4]. After surpassing a threshold of 15 % Ni content,
a carrier conversion, as observed by Annadi et al., turns the NixCuj_xI
alloy into an n-type semiconductor, which predestines NixCuj«I to
fabricate p-n-homojunctions.

We present our investigations regarding morphology, electrical and
possible ferromagnetic properties of NixCuj.xI thin films with varying
Ni contents. The deposition was conducted by reactive magnetron co-
sputtering of metallic Cu and Ni in an iodine and argon athmosphere.
X-ray and scanning electron microscope as well as Hall-effect and con-
ductivity measurements were used to investigate the thin films. First
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measurements yielded a low resistivity of 5 x 10" Qm for x=0.035.
[1]T. Jun et al., Advanced materials 2018 30, 1706573
[2]H. Wu et al., Appl. Phys. Lett. 2021 118, 222107
[3]P. Storm et al., Phys. Status Solidi RRL. 2021 15, 2100214
[4]A. Annadi et al., Applied Materials Today. 2020 20, 100703
[5]A. Annadi et al., ACS applied materials & interfaces. 2020 12,
6048

DS 16.4 Thu 12:15 SCH A 315
Self-assembled droplet etching during semiconductor epitaxy
for versatile quantum structures — eCHRISTIAN HEYN, AHMED
AvsHnaikH, and RoBERT Brick — Center for Hybrid Nanostructures
(CHyN), University of Hamburg

As a fundamental extension of conventional epitaxy, we describe the
integration of self-assembled top-down strategies into the bottom-up
molecular beam epitaxy (MBE) of semiconductor quantum structures
(QS). The samples are fabricated using standard solid-source MBE
without any additional equipment. Ga, Al, or In droplets are formed
on a GaAs or AlGaAs surface driven by the minimization of surface
and interface energies in Volmer-Weber mode. The metal droplets drill
self-assembled nanoholes into the semiconductor surface which is called
local droplet etching (LDE). Afterwards, the nanoholes are filled with
a material different from the substrate for the generation of QS. This
presentation discusses the general mechanism of LDE, the influence of
the process parameters on the density, size, and shape of the result-
ing nanoholes, as well as an intermixing with substrate material. For
LDE with Ga droplets on AlGaAs, a crystalline wall formed around
a nanohole represents a GaAs quantum ring. Further strain-free QS
are created by filling of nanoholes drilled using Al droplets in AlGaAs
with GaAs. The size and shape of the resulting QS is controlled by
the initial nanohole, the amount of deposited material for hole filling,
and capillary. Examples are QS that are shaped like the shell of a cone
and vertically coupled quantum dot molecules.

DS 16.5 Thu 12:30 SCH A 315
Interplay of Glass Dynamics and Crystallization Kinetics
of Photonic Phase Change Materials Sb2S3 & Sb2Se3 —
oFELIX HoFF!, JuLiaN Pries!, MaximiLiaN J. MOLLER!, Eric N.
Lensker!, and Martuias Wurrich 23 — 1. Institute of Physics
(TA), RWTH Aachen University — 2Jiilich-Aachen Research Alliance
(JARA FIT and JARA HPC) — 3PGI 10 (Green IT), Forschungszen-
trum Jilich GmbH

Due to their large bandgaps, the chalcogenide phase-change materi-
als (PCM) antimony sulfide Sb2S3 and antimony selenide Sb2Se3 are
interesting for photonic applications in the visible and telecommuni-
cation wavelength range. They are promising for photonic integrated
circuits or tunable metasurfaces. While recent literature focuses on the
optical properties and the resulting applications, a systematic quan-
tification of the amorphous glass phase, as well as its influence on the
process of crystallization under different conditions, is missing. In this
work, both the standard glass transition and fragility of antimony sul-
fide are presented and discussed. Sb2S3 is found to crystallize from the
undercooled liquid phase for all technologically relevant heating rates
spanning over six orders of magnitude. In contrast, Sb2Se3 appears to
show a glass transition only for higher heating rates. This can be used
to explain the unusual temperature dependence of its crystallization
mechanism in thin films.

DS 16.6 Thu 12:45 SCH A 315
Seebeck coefficient inversion in highly doped organic semi-
conductors — eMoORTEzZA SHOKRANI', Kar Xu?, TERoO-PETRI
Ruoko?, DorOoTHEA ScHEUNEMANN!, Hassan ABparna?, HEnGDA
Sun?, CHI-YUuaN YaNG2, Yurrapoom PurTisong?, NAGESH
KoLuEg3, JosE SiLvESTRE MENDOzA FicUEROAZ, JONAS PEDERSENZ,
TroMAS EDpERTH2, WEIMIN CHEN2, MAGNUS BERGGREN2, SAMSON
JENEKHES, DANIELE Fazzi*, MArRTN KEMERINK!'?, and SIMONE
Fabiano? — !Heidelberg University, Germany — 2Linkoping Univer-
sity, Sweden — 3University of Washington, USA — #University of
Cologne, Germany

The investigation of the thermoelectric properties of organic semicon-
ductors (OSC) with the aim of increasing their efficiency as active ma-
terial in thermoelectric generators has attracted attention for the past
years. The maximum efficiency of the energy conversion process in a
thermoelectric material is set by zT, which is proportional to electrical
conductivity and Seebeck coefficient (S) squared. A common way of
increasing zT is by doping, which typically increases the charge car-
rier density and electrical conductivity, while decreasing S. The sign
of S is often used to determine the polarity of the majority charge
carriers in OSC. In recent years, a surprising change in the sign of S
has sometimes been observed to occur in highly doped OSC. Here, by
combining conductivity and S measurements with kinetic Monte Carlo
simulations, it is shown that density of state filling in combination
with the opening of a hard Coulomb gap around the Fermi energy is
responsible for the sign inversion

DS 17: Optical Analysis of Thin Films Il

Time: Thursday 16:15-17:45

Invited Talk DS 17.1 Thu 16:15 SCH A 316
In-situ optical spectroscopy on electrochemical interfaces:
From OER electrocatalysts to ”smart” electro-switchable in-
terfaces — eMARTIN RABE — Department of Interface Chemistry and
Surface Engineering, Max-Planck-Institut fiir Eisenforschung GmbH,
Max-Planck-Str. 1, 40237 Diisseldorf

We employ electrochemical in-situ optical spectroscopies, namely IR~
and Raman-spectroscopy as well as UV /vis-spectroscopic ellipsome-
try to understand fundamental processes at electrolyte/solid inter-
faces. Here, different examples from our research will be presented
and discussed. 1: Electrocatalytically active manganese and nickel
oxides during the anodic oxygen evolution reaction (OER) were stud-
ied. The formation, phase transitions and dissolution processes in
these metal oxides is shown to govern their activity and stabilities on
metallic electrodes. These material properties play a major role for
the improvement of electrocatalysts for the sluggish OER in hydro-
gen production by the electrochemical water splitting. 2: The impact
of the electrochemical Ge-OH to Ge-H surface termination on germa-
nium interfaces was studied, which is accompanied by a switching of
the interface hydrophobicity. The formation of a hydrophobic gap at
semiconductor/electrolyte interface gives access to study fundamental
properties of the water solvation layers. Furthermore, it is shown how
the macroscopic change of the hydrophobicity can be employed as a
”smart” electro-switchable surface that allows to reversibly control the
adsorption and orientation of bio-macromolecules, a process that is
potentially useful for novel bio sensing applications.

Invited Talk DS 17.2 Thu 16:45 SCH A 316
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Location: SCH A 316

The physics of low symmetry semiconductors: Gallium oxide
for the future of green energy as example — eMATHIAS SCHU-
BERT — Department of Electrical and Computer Engineering, Univer-
sity of Nebraska-Lincoln, Lincoln, Nebraska 68588, USA — NanoLund
and Solid State Physics, Lund University, 22100 Lund, Sweden

The physics of Gallium arsenide (zincblende structure) and Gallium
nitride (wurtzite structure) led to disruptive technologies driven by
extreme properties such as small effective mass, large direct bandgap,
and piezoelectric polarization. Gallium reappears in a monoclinic crys-
tal structure Oxide with enormous prospects for applications in power
electronics for the future of green energy. Numerous new phenomena
hitherto unknown for traditional semiconductors occur in monoclinic
symmetry semiconductors such as non-parallel phonon-plasmon scat-
tering, hyperbolic shear polaritons, splitting of associated transverse
and longitudinal phonon modes, non-degenerate highly anisotropic
fundamental excitonic band-to-band transitions, directional band off-
sets, and complex defect spin interactions within the highly anisotropic
host lattice. The influences of composition, strain, doping, and defects
are discussed for Gallium oxide and related alloys, and special empha-
sis is given to new semiconductor physics, and consequences for thin
film growth and device designs are pointed out. Methods such as gen-
eralized ellipsometry, the optical Hall effect, Terahertz electron para-
magnetic resonance ellipsometry, and density functional perturbation
theory computations are employed for characterization and analysis.

Invited Talk DS 17.3 Thu 17:15 SCH A 316

Spectroscopic ellipsometry studies of optical constants in
highly excited semiconductors — eSTEFAN ZOLLNER — New Mex-
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ico State University, Las Cruces, NM, USA

Spectroscopic ellipsometry is an optical reflection technique with po-
larized light. Most commonly, it is used to measure the thicknesses of
thin-film layers, such as SiOz on Si. But it can also be used to study
the energies and broadenings of elementary excitations in solids, such
as electrons (band gaps, transport), infrared active phonons, and their
interactions. We previously reported precision measurements of the
complex refractive index of germanium near the direct band gap, which
allowed us to compare our results quantitatively with theoretical pre-
dictions from Fermi’s Golden Rule, based on k.p theory and including

the excitonic interaction between electrons and holes. Going further,
we can investigate how many-body effects impact the properties of elec-
trons in highly excited semiconductors. Large carrier concentrations
can be achieved through doping, thermal excitation of electron-hole
pairs in small band-gap semiconductors, or optical excitation with ul-
trafast lasers. In this talk, I will report recent ellipsometry results for
the temperature-dependent dielectric function of InSb near the direct
band gap and the transient dielectric function of Ge near the E; and
FE1 4 Ay transitions from femtosecond pump-probe ellipsometry. I will
also point out the theoretical approach needed to explain these data
sets.

DS 18: Members’ Assembly

Time: Thursday 18:00-19:00

Location: SCH A 315

All members of the Thin Films Division are invited to participate.
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