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Ternary blend approach for boosting performance and stability of or-
ganic solar cells — eTAYEBEH AMERI

Stimuli-Responsive Opal Films based on Core-Shell Particle Self-
Assembly — eMARKUS GALLEI

Self-assembled photonic pigments from bottlebrush block copolymers
— oRICHARD PARKER, TIANHENG ZHAO, ZHEN WANG, CLEMENT CHAN, SIL-
VIA VIGNOLINI

Hierarchically structured mechanochromic deformation-sensing pig-
ments — oJESSICA CLOUGH, CEDRIC KILCHOER, BoDO WiLTS, CHRIS WEDER
Insights into degradation mechanisms in Li-based batteries and advan-
tages of polymer coatings — eNEELIMA PAUL

How X-rays can reveal waters mysteries — e KATRIN AMANN-WINKEL
Elucidating the role of antisolvent polarity on the surface chemistry
and optoelectronic properties of lead-halide perovskite nanocrystals —
eROBERT HOYE

Cooperative and non-Gaussian dynamics of entanglement strands
in polymer melts — eMARGARITA KRUTEVA, MICHAELA ZAMPONI, INGO
HOFFMANN, JURGEN ALLGAIER, LUuTZ WILLNER, ANDREAS WISCHNEWSKI,
MiCHAEL MONKENBUSCH, DIETER RICHTER

Non-equilibrium Properties of Thin Polymer Films — ¢ GUNTER REITER,
SIVASURENDER CHANDRAN

Computational Design of Organic Semiconductors — eHARALD OBER-
HOFER

Interface-induced crystallization in polymers: From model systems to
applications for semiconducting polymers — MUHAMMAD TARIQ, ROBERT
KAHL, MUKUNDAN THELAKKAT, THOMAS THURN-ALBRECHT, ¢ OLEKSANDR
DOLYNCHUK

Connecting dynamics and phase behavior of proteins:
perspective — eFRANK SCHREIBER

Magnetic particle self-assembly at functionalized interfaces — eMAX
WOLFF

New biobased material concepts using scattering techniques to eluci-
date and control nanoscale assembly — eDANIEL SODERBERG

The neutron
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Invited Talks of the joint Symposium SKM Dissertation Prize 2022 (SYSD)
See SYSD for the full program of the symposium.

SYSD 1.1 Mon 10:15-10:45 H2 Charge localisation in halide perovskites from bulk to nano for efficient
optoelectronic applications — eSASCHA FELDMANN

SYSD 1.2 Mon 10:45-11:15 H2 Nonequilibrium Transport and Dynamics in Conventional and Topolog-
ical Superconducting Junctions — eRAFFAEL L. KLEES

SYSD 1.3 Mon 11:15-11:45 H2 Probing magnetostatic and magnetotransport properties of the antifer-
romagnetic iron oxide hematite — e ANDREW ROSS

SYSD 1.4 Mon 11:45-12:15 H2 Quantum dot optomechanics with surface acoustic waves — eMATTHIAS
WEISS

Invited Talks of the joint Symposium From Physics and Big Data to the Design of Novel Materials

(SYNM)
See SYNM for the full program of the symposium.

SYNM 1.1 Mon 15:00-15:30 H1 How to tackle the ”I” in FAIR? — e¢CLAUDIA DRAXL

SYNM 1.2 Mon 15:30-16:00 H1 Beyond the average error: machine learning for the discovery of novel
materials — eMARIO BOLEY, SIMON TESHUVA, FELIX LUONG, LucAs Foppa,
MATTHIAS SCHEFFLER

SYNM 1.3 Mon 16:00-16:30 H1 The Phase Diagram of All Inorganic Materials — e CHRIS WOLVERTON

SYNM 1.4 Mon 16:45-17:15 H1 Automated data-driven upscaling of transport properties in materials
— oDANNY PEREZ, THOMAS SWINBURNE

SYNM 1.5 Mon 17:15-17:45 H1 Data-driven understanding of concentrated electrolytes — e ALPHA LEE

Invited Talks of the joint Symposium United Kingdom as Guest of Honor (SYUK)
See SYUK for the full program of the symposium.

SYUK 1.1  Wed  9:30-10:00 H2  Structure and Dynamics of Interfacial Water — ¢ ANGELOS MICHAELIDES

SYUK 1.2 Wed 10:00-10:30 H2 A molecular view of the water interface — eMIiSCHA BONN

SYUK 1.3 Wed 10:30-11:00 H2 Motile cilia waves: creating and responding to flow — ePIETRO CIiCUTA

SYUK 1.4 Wed 11:00-11:30 H2 Cilia and flagella: Building blocks of life and a physicist’s playground
— oOLIVER BAUMCHEN

SYUK 1.5 Wed 11:45-12:15 H2 Computational modelling of the physics of rare earth - transition metal
permanent magnets from SmCo; to Nd;Fe; 4B — eJULIE STAUNTON

SYUK 2.1 Wed 15:00-15:30 H2 Hysteresis Design of Magnetic Materials for Efficient Energy Conver-
sion — eOLIVER GUTFLEISCH

SYUK 2.2 Wed 15:30-16:00 H2 Non-equilibrium dynamics of many-body quantum systems versus
quantum technologies — e¢IRENE D’AMICO

SYUK 2.3 Wed 16:00-16:30 H2 Quantum computing with trapped ions — eFERDINAND SCHMIDT-KALER

SYUK 2.4 Wed 16:45-17:15 H2 Breaking the millikelvin barrier in cooling nanoelectronic devices —
oRICHARD HALEY

SYUK 2.5 Wed 17:15-17:45 H2 Superconducting Quantum Interference Devices for applications at mK
temperatures — eSEBASTIAN KEMPF

Invited Talks of the joint Symposium Interplay of Substrate Adaptivity and Wetting Dynamics

from Soft Matter to Biology (SYSM)
See SYSM for the full program of the symposium.

SYSM 1.1 Wed 15:00-15:30 H1 Statics and Dynamics of Soft Wetting — ¢BRUNO ANDREOTTI

SYSM 1.2 Wed 15:30-16:00 H1 Droplets on elastic substrates and membranes - Numerical simulation
of soft wetting — eSEBASTIAN ALAND

SYSM 1.3 Wed 16:00-16:30 H1 Wetting of Polymer Brushes in Air — LARS VELDSCHOLTE, GUIDO RIT-
SEMA VAN EcCK, L1z MENSINK, JACCO SNOEIJER, SISSI DE BEER

SYSM 1.4 Wed 16:45-17:15 H1 Elastocapillary phenomena in cells — eROLAND L. KNORR

SYSM 1.5 Wed 17:15-17:45 H1 Active contact line depinning by micro-organisms spreading on hydro-
gels — MARC HENNES, JULIEN TAILLEUR, GAELLE CHARRON, @ ADRIAN DAERR
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Organic Electronics and Photovoltaics 1

Polymer Networks and Elastomers

Perovskite and Photovoltaics 1 (joint session HL/CPP/KFM)
2D Materials 1 (joint session HL/CPP /DS)

Wetting, Droplets and Microfluidics (joint session DY /CPP)
Active Matter 1 (joint session BP/CPP /DY)

Wetting, Fluidics and Liquids at Interfaces and Surfaces

Focus Session: Photonic Structures from Polymer and Colloidal
Self- Assembly

Modeling and Simulation of Soft Matter (joint session CPP /DY)
2D Materials 2 (joint session HL/CPP/DS)

2D Materials 3 (joint session CPP/DS)

Poster 1

Charged Soft Matter, Polyelectrolytes and Ionic Liquid
Emerging Topics in Chemical and Polymer Physics, New Instru-
ments and Methods

2D Materials 4 (joint session HL/CPP/DS)

Active Matter 2 (joint session DY /BP/CPP)

Poster 2

Complex Fluids and Colloids, Micelles and Vesicles (joint session
CPP/DY)

Perovskite and Photovoltaics 2

General Session to the Symposium: Interplay of Substrate Adap-
tivity and Wetting Dynamics from Soft Matter to Biology (joint
session CPP /DY)

Materials for Energy Storage (joint session KFM/CPP)

Active Matter 3 (joint session BP/CPP /DY)

Complex Fluids and Soft Matter 1 (joint session DY /CPP)

2D Materials 5 (joint session HL/CPP/DS)

2D Materials 6 (joint session DS/CPP)

Organic Electronics and Photovoltaics 2

Composites and Functional Polymer Hybrids

Perovskite and Photovoltaics 3

Biomaterials (joint session BP/CPP)

2D Materials 7 (joint session DS/CPP)

Active Matter 4 (joint session DY /BP/CPP)

Perovskite and Photovoltaics 4 (joint session HL/CPP/KFM)
Focus Session: Soft Matter and Nanocomposites: New Oppor-
tunities with Advanced Neutron Sources 1

Hydrogels and Microgels

2D Materials 8 (joint session DS/CPP)

Complex Fluids and Soft Matter 2 (joint session DY /CPP)
Interfaces and Thin Films and Responsive and Adaptive Systems
2D Materials 9 (joint session HL/CPP/DS)

Mbolecular Electronics and Excited State Properties

Organic Electronics and Photovoltaics 3

Crystallization, Nucleation and Self-Assembly

Perovskite and Photovoltaics 5 (joint session HL/CPP/KFM)
Members’ Assembly

Focus Session: Soft Matter and Nanocomposites: New Oppor-
tunities with Advanced Neutron Sources 2

Biopolymers, Biomaterials and Bioinspired Functional Materials
(joint session CPP/BP)

2D Materials 10 (joint session HL/CPP /DS)

Active Matter 5 (joint session DY /BP/CPP)

Electrical, Dielectrical and Optical Properties of Thin Films
(joint session CPP/KFM)

Polymer and Molecular Dynamics, Friction and Rheology
Nanostructures, Nanostructuring and Nanosized Soft Matter
Overview Talk Claus M. Schneider (joint session O/CPP)
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Members’ Assembly of the Chemical and Polymer Physics Division
Thursday 18:00-19:00 H39

e Report of the current speaker team

e Election of the second deputy speaker

e Miscellaneous
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CPP 1: Organic Electronics and Photovoltaics 1

Time: Monday 9:30-13:00

Invited Talk CPP 1.1 Mon 9:30 H38
Ternary blend approach for boosting performance and sta-
bility of organic solar cells — eTAYEBEH AMERI — University of
Edinburgh, School of Engineering, Edinburgh, UK

Organic solar cells (OSCs) have now reached power conversion effi-
ciencies over 18% on laboratory-scale devices, an important milestone
towards their commercialization. The evolution in organic photovoltaic
technology along with introducing non-fullerene acceptor materials and
ternary blend approach caused this significant boost in the perfor-
mance of solar cells.

However, for longer than a decade, when researchers were focused
on boosting the power conversion efficiency of solar cells, the impor-
tance of lifetime and stability issues was overlooked by the organic
photovoltaic community. Recently, more studies have been conducted
and reported on the lifetime and stability of OSCs, employing different
strategies to either understand the degradation mechanisms or enhance
the lifetime of solar cells.

In this presentation, we overview how the ternary blend approach
was developed to boost the power conversion efficiency. Moreover, we
discuss how this approach can also address the stability issues related
to the mostly used electron transport layer of zinc oxide and signifi-
cantly increase the photostability of organic solar cells. And finally, we
explain how zinc oxide must be manufactured and pretreated to avoid
UV light activation, and in parallel, increase the thermal stability of
the devices.

CPP 1.2 Mon 10:00 H38
Structure control during in situ printing of donor-acceptor
blend films — KgrsTiIN S. WiennoLp!, ManueL A. REeus!,
DaN Yanc!, Baosun Lin2, HENG ZHAO2, WEI MA2, and ePETER
MULLER-BuscuBaumM!»3 — ITU Miinchen, Physik-Department, LS
Funktionelle Materialien, 85748 Garching — 2State Key Labora-
tory for Mechanical Behavior of Materials, Xi’an Jiaotong University,
Xi’an, 710049 China — 3Heinz Maier-Leibnitz Zentrum (MLZ), TU
Miinchen, 85748 Garching, Germany

Among the next generation solar cells, in particular organic photo-
voltaics are gaining impact as a promising alternative to conventional
silicon-based solar cells. However, despite big achievements in the last
years, it remains an unresolved challenge to fabricate large-area or-
ganic solar cells without sacrificing efficiencies. The reason behind
is that basic understanding is still very limited due to the complex-
ity of the systems. Moreover, presently a substantial number of re-
searchers use spin-coating for film fabrication, which is not compatible
with the needs of a large scale production. Thus, using up-scalable
fabrication methods such as printing are of immanent interest. In the
present work, we use GISAXS and GIWAXS in situ during printing of
donor:acceptor blends to gain fundamental understanding about the
underlying film formation processes. Different examples of polymer
donors and small molecule acceptors are presented and the resulting
morphologies are correlated with solar cell device performance.

CPP 1.3 Mon 10:15 H38
Revealing the Thermally Induced Degradation of PM6:Y6
based Bulk Heterojunction Organic Solar Cell — eSHAHIDUL
AvraMm, Hua TanGg, MarvaM ALQURASHI, WEJDAN ALTHOBAITI, SI
CHEN, Hava Avrposari, JArar I. KHAN, and FREDERIC LAQUAI
— King Abdullah University of Science and Technology (KAUST),
KAUST Solar Center (KSC), Physical Sciences and Engineering Divi-
sion (PSE), Material Science and Engineering Program (MSE), Thuwal
23955-6900, Kingdom of Saudi Arabia

Thermally-induced degradation in bulk-heterojunction OSCs is an ob-
vious barrier to the fabrication of stable devices. Thus, practical ap-
proaches and strategies need to be identified their inherent thermal in-
stability. In this work, the thermally induced degradation of the most
commonly used system PM6:Y6 is investigated by varying tempera-
tures and different exposure conditions. The degradation pathways
have been identified by applying several opto-electrical and spectro-
scopic characterizations methods. Due to the reduced charge carrier
mobility and extraction probability, the thermally degraded device ex-
hibits significant losses in the VOC and FF. Furthermore, the field
dependence of charge generation, charge extraction, photo-generated
charge density, and charge recombination dynamics in solar cells were

Location: H38

studied by the TDCF optical-pump electronic-probe technique. By
using all the analyses, we can explain the significant recombination
process that dominates device performance and thermal stability. Fi-
nally, device simulation by SETFOS of the JV characteristics was used
to confirm experimentally determined thermally induced degradation.

CPP 1.4 Mon 10:30 H38
Developing the next generation of photovoltaics with high

efficiencies — oELISABETH ERrRBEs!'2, MATTHIAS SCHWARTZKOPF!,

ConNsTANTIN HARDER!3, SusanN FRENZKE!, BENEDIKT SocHOR!,
NaIreeTa Biswas!2, Stepuan V. Rotu!#, and SiMoNE TECHERT 2
— 1Deutsches Elektronen-Synchrotron (DESY), Hamburg, Germany
— Z2Institute for X-ray Physics, Goettingen University, Goettingen,
Germany — 3Technical University of Munich, Munich, Germany —
4Department of Fibre and Polymer Technology, KTH Royal Institute
of Technology, Stockholm, Sweden

A crucial challenge in bio-inspired energy research is to develop a ratio-
nale for the synthesis and use of sustainable, bio-based materials. Cel-
lulose fibers have excellent mechanical strength, are thermally stable,
are very lightweight and have a very low surface roughness in thin films.
On the other hand, the use of small molecules in OSC is well known
to increase the power conversion efficiency. The idea is to combine
the use of cellulose and small molecules to create a sustainable organic
solar cell with high efficiencies. The current study aims to investi-
gate systematically the OSC matrix PM6:Y6 doped with optical-light
absorbing, electron transfer (ET) dyes. The structural and morpho-
logical integrity of the dyes were studied with grazing incidence small
angle and wide angle X-ray scattering techniques (in situ GISAXS
and static GIWAXS) and photo-sensitization experiments. This anal-
ysis showed us the intercalation dynamics, distribution and function of
pyrene-based photo-dopants within the PM6:Y6 matrix and whether
these dopants alter the overall polymer structures.

CPP 1.5 Mon 10:45 H38

Ultrafast charge carriers separation at organic donor-
acceptor interfaces - Influence of molecular vibrations
— eMaximiLiaN F. X. DorrNER!, SEBasTIAN Hutscu!, RAF-
FAELE BORRELLI?, MaxiM F. GEeLIN®, and FRANK ORTMANN! —
IDepartment of Chemistry, Technische Universitit Miinchen, 85748
Garching b. Miinchen (Germany) — 2DISAFA, University of Torino,
Largo Paolo Braccini 2, 1-10095 Grugliasco (TO), Ttaly — 3School of

Sciences, Hangzhou Dianzi University, Hangzhou 310018, China

In this work the charge transfer dynamics of photogenerated excitons
at a donor-acceptor interface of an organic solar cell blend is examined.
This is done by means of a fully quantum mechanical treatment of an
effective Holstein model including the relevant electronic orbitals cou-
pled to over one hundred vibrational modes, parametrized by density
functional theory calculations. To solve this coupled electron-phonon
system we make use of the numerically quasi-exact matrix-product-
state ansatz. We find that, depending on the driving energy, different
mechanisms are predominantly responsible for the charge separation
at the interface. For near zero driving the ultrafast electron transfer
is prevalently due to kinetic processes, while at larger driving the sep-
aration of carriers can be traced back to dissipative phonon emission
connected with the dominant molecular vibrations. This charge trans-
fer picture is consistent with a novel semi-classical hopping approach,
with which we compare. These results show that dissipation of energy
to the phonon is essential for charge separation for systems with a
moderate driving force.

CPP 1.6 Mon 11:00 H38
Revealing the formation kinetics of the active layer for
non-fullerene organic solar cells — eXinvyu Jiang!, Suo Tul,
ManueL A. Reus!, JuLia RerrEnBacH!, CHRIsTIAN L. WEINDL!,
MATTHIAS SCHWARTZKOPF2, STEPHAN V. Rorn?, and PETER
MULLER-BuscuBauM! — lLehrstuhl fiir Funktionelle Materialien,
Physik Department, Technische Universitat Miinchen, James-Franck-
Str. 1, 85748 Garching, Germany — 2DESY, Notkestrafe 85, 22607

Hamburg

Bulk heterojunction (BHJ) organic solar cells have gained significant
improvements in the past few years, however, traditional laboratory
deposition methods like spin coating are limited to small-scale produc-
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tion. In addition, it is difficult to observe the structure formation pro-
cess of the active layer during deposition, which is crucial for gaining
a fundamental understanding. Encouragingly, the emergence of print-
ing techniques and the development of in-situ observation technology
open new windows for lager-area device manufacturing and inspection
of the formation process of the printed active layer, respectively. In
this work, we fabricate an active layer, which contains a donor polymer
(PDTBT2T-FTBDT) and a non-fullerene acceptor (BTP-4F) with a
slot-die coating. The structure formation of the polymer domains ki-
netics is followed in-situ during the printing process with GIWAXS
and UV-Vis spectroscopy measurements, respectively. Thus, structure
evolution is coupled with optical properties during the printing pro-
cess, thereby providing an understanding of the drying of non-fullerene
organic BHJ thin films.

15 min. break

CPP 1.7 Mon 11:30 H38
Re-evaluation of Published Figures of Merit and Introduction
of Novel figure of merit for Transparent Conducting Elec-
trodes used in Photovoltaics — eAman Ananp’2, Mp MoipuL
Is,am® 2, Rico Merrzner2, ULricH S. ScaHUBERT 2, and HARALD
Horpr!2 — 1Laboratory of Organic and Macromolecular Chemistry
(IOMC), Friedrich Schiller University Jena, Humboldtstrafe 10, 07743
Jena, Germany — 2Center for Energy and Environmental Chemistry
Jena (CEEC Jena), Friedrich Schiller University Jena, Philosophenweg
Ta, 07743 Jena, Germany

Transparent conductive electrodes (TCEs) are one of the important
components of photovoltaic technologies. Since they are transparent
and conductive, they allow light to enter the device and the photocur-
rent generated to be drawn into the outer electric circuit. In theory,
TCEs should have the highest light transmission and conductivity.
Both traits, however, must be balanced. The selection of the best TCE
depends on the photovoltaic material system and is evaluated using
so-called figures-of-merit (FOM). A novel and exact FOM is presented
here that explicitly analyzes the impact on photovoltaic performance.
This novel and exact FOM has several important properties, includ-
ing i) proportionality to the solar device’s potential power output, ii)
normalization to the theoretically ultimately attainable photovoltaic
performance, and, thus, iii) significant direction for the development
of advanced TCEs. This work reassesses and compares a variety of
realized state-of-the-art semitransparent electrodes.

CPP 1.8 Mon 11:45 H38
Cycling stability of cellulose-based electronics — eSTEPHAN
V. Roru!2, Cawvin J. BReTT!2, OLA K. FORSLUND!, ELISABETTA
Nocerino!, Lucas P. Kreuzer®, LioNEL Porcar?, Norirumr L.
Yamapa®, MARTIN ManssoN!, PETER MULLER-BuUscHBAUM®, and
L. DaNIEL SODERBERG! — 1KTH Royal Institute of Technology, SE-
10044 Stockholm — 2DESY, D-22607 Hamburg — 3TU Miinchen,
Physik-Department, Lehrst. f. Funktionelle Materialien, D-85748
Garching — 4ILL, F-38042 Grenoble — °KEK, Tokai (JPN)

In organic electronics, hybrid materials combining high-strength bio-
materials and conducting organic polymers allow for disentangling me-
chanical flexibility and functionality. Yet, degradation in such complex
organic electronics applications is still less addressed. We thus combine
sprayed cellulose nanofibrils (CNF) templates due to their hierarchi-
cal, nanoporous morphology and a conductive polymer blend poly(3,4-
ethylenedioxythiophene):poly (styrenesulfonate) (PEDOT:PSS) to cor-
relate the impact of cyclic relative humidity changes with device
performance and nanostructure evolution. The conductivity of the
CNF/PEDOT:PSS hybrid shows reversible changes: The PEDOT:PSS
blend undergoes cyclic wetting/dewetting on the CNF backbone ac-
companied by swelling and deswelling of PEDOT:PSS moieties in the
pores. The cycling stability of the device performance is ensured by
reversible rearrangement of the CNF backbone. With CNF acting as
structural reinforcing template, interestingly, no macroscopic swelling
is observed, proving the applicability in e.g. supercapacitors.

CPP 1.9 Mon 12:00 H38
Dual-Gate Organic Electrochemical Transistors and Circuits
— oHsiN TseEnG, ANTON WEIssBACH, KARL Leo, and Hans KLEE-
MANN — Dresden Integrated Center for Applied Physics and Photonic
Materials, TU Dresden, Dresden, Germany

Organic mixed ionic-electronic conductors (OMIECs) are currently in
the spotlight of research for diverse applications. Among all, organic

electrochemical transistors (OECTs) stand out as organic synaptic de-
vices for integrated bioelectronics leading to neuromorphic comput-
ing applications, thanks to their low operating voltage, biocompatibil-
ity, and the ionic and electronic interactions in OMIECs. Modifying
OMIECs by molecular design enables accumulation-mode OECTs, re-
sulting in broad IC applications. However, the side chain molecular
design of the polymer is unfavorable for IC design and manufacturing
processes. Here, we show an OECT with photo-patternable solid elec-
trolyte advancing towards integrated circuits. We discuss how alterable
device parameters can be employed to adjust the OECT performance.
In particular, we demonstrate how the biasing conditions govern the
time constant of OECTs. In addition, we discuss how a dual-gate
OECT architecture can be employed to tune the threshold voltage of
OECTs and control the ionic and electronic charge transport in the
electrolyte and OMIECs without any complicated molecular design.
The electrical analysis of solid-state electrolyte OECTs provides new
insights stimulating higher investigations on ionic and electronic in-
teractions and coupled transport properties in OMIECs and paves the
foundation for the integration of OECTs for advanced applications.

CPP 1.10 Mon 12:15 H38
Design of Monolithic All-Organic Oxygen Sensors — eToONI
BARSCHNEIDER and SEBASTIAN REINEKE — Dresden Integrated Cen-
ter for Applied Physics and Photonic Materials (IAPP), Technische
Universitat Dresden

Organic electronic devices, such as light-emitting diodes (OLEDs) and
photodetectors (OPDs), are ideal for sensor application because of
their versatility and flexibility. Additionally, they can be easily fab-
ricated on any substrate, making monolithic sensor application possi-
ble. This allows for an easy miniaturization and a cheap fabrication.
Organic room temperature phosphorescence (RTP) materials are well
suited for optical oxygen sensors because of their strong oxygen depen-
dency.

In this work, we developed a monolithic all-organic oxygen sensor
which is composed a RTP sensing layer, an ultraviolet OLED as exci-
tation source, and a novel narrow bandwidth OPD for detection. The
RTP sensing layer shows fluorescence and phosphorescence at room
temperature at the same time which enables self-referencing to avoid
photodegradation-caused distortion. Due to the long phosphorescence
lifetime, sensing withing the ultra-trace range is possible.

The presented sensors overcome drawbacks of common optical oxy-
gen sensors such as complexity, expensive read-out electronics, and a
lack of possible miniaturization.

CPP 1.11 Mon 12:30 H38
Towards all solution-processed OFETs using microcontact
printed electrodes — oKIRiLL GuBaNov!, MANUEL JoHNSON!,
MeLpa Axay!, Kiv THomann!, Dan Suen!2, Xine CuENGZ, and
RAINER H. Fink! — !Physikalische Chemie II, Friedrich-Alexander
Universitit Erlangen-Niirnberg, Germany — 2South University of Sci-

ence and Technology, Shenzhen, China

Printed electronics is expected to facilitate low-cost solvent prepared
devices for potential applications in RFID, flexible displays, OLEDs
and transistors. Furthermore, microcontact printing may be used in a
large-scale production using roll-to-roll printing with direct access to
structures on the micrometer level. The preparation of the microstruc-
tured conductive electrodes using PEDOT:PSS ink for applications in
OFETs was successful in various aspects: the electrodes were fabri-
cated with very good structural definition and high reproducibility
on solvent-prepared 2D-extended single-crystalline C8-BTBT films. A
defined mechanical load of the PDMS stamps pre-treated with O2
plasma yielded good structural quality and competitive electrical per-
formance. In particular, the implementation of the MWCNTs in the
PEDOT:PSS ink has a direct impact on the charge carriers transport
efficiency, leading to the contact resistance decrease. In addition to
electrical characterization made with KPFM and IV-curves, the mor-
phology and structure analysis was performed using VLM, AFM and
3D Microscopy, providing with an insight into the structural quality
of the contacts and relate their structures to the overall device perfor-
mances. The research is funded by the BMBF (contract 05K19WE2).

CPP 1.12 Mon 12:45 H38
Effect of trap states on the performance of organic pho-
todetectors — eJakoB WoLaNnsky!, SeEBasTian Hurscu?, FE-
Lix TaLnack!, MicHEL Pannans2?, Jonas KUBLITSKI', STEFAN
MANNSFELD', FRANK ORTMANN?, JOHANNES BENDUHN!, and KARL

Lreo! — !Technische Universitdt Dresden, Dresden, Germany —
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2Technische Universitit Miinchen, Garching b. Miinchen, Germany

Due to the broad range of modern applications, the demand for pho-
todetectors is drastically increasing, and in particular, organic pho-
todetectors (OPDs) can meet the diverse requirements. However, the
specific detectivity of OPDs is significantly below the thermal limit and
is currently restricted by the high noise spectral density. Kublitski et
al.[1] recently showed that the shot noise and hence the dark current
(Jp) dominates the noise spectral density at negative bias. Further,
the authors suspect that mid-gap trap states cause the high Jp.
Here, we study devices with a well-performing absorber layer with-

out an electron acceptor and, therefore, we do not expect any charge-
transfer states to form. Nevertheless, we can observe sub-bandgap ab-
sorption in ultra-sensitive external quantum efficiency measurements.
By utilizing different device processing parameters and employing dif-
ferent interface layers, we identify the origin of these sub-bandgap exci-
tations. Interestingly, we observe a clear correlation between the device
performance and the presence and quantity of trap states. The rela-
tion between molecular structure and device performance gives a new
direction for reducing Jp further in OPDs and improving their specific
detectivity. [1] Kublitski, J. et al. Nat Commun 12, 551 (2021)

CPP 2: Polymer Networks and Elastomers

Time: Monday 9:30-10:30

CPP 2.1 Mon 9:30 H39
The non-ideal preparation state of polymer (model) networks
— eMicHAEL Lang! and Tont MoLLERD2 — lInstitut Theorie der
Polymere, Leibniz Institut fiir Polymerforschung Dresden, Hohe Strafse
6, 01069 Dresden, Germany — 2Institut fiir Theoretische Physik, Tech-
nische Universitat Dresden, Zellescher Weg 17, 01069 Dresden, Ger-
many

We demonstrate that the phantom modulus can be split into two major
contributions: the cycle rank of the active network structure and a cor-
rection resulting predominantly from non-ideal chain conformations at
the instance of cross-linking. The correction contains several contribu-
tions related to loop formation, an effective repulsion between network
junctions, and an excess strain of chains that develops towards the end
of the reactions, if reaction partners become sparse. This challenges
the text-book assumption that network strands are incorporated into
the network with the same conformations as a free chain inside the
reaction container. Our results are relevant for developing a better
understanding of rubber elasticity and its dependence on the network
formation process.

CPP 2.2 Mon 9:45 H39
Nonlinear elasticity under constraints and predeforma-
tions: a group theoretical approach — eSEcUN Gon':2, HART-
MuT LOoweN2, and ANprREAs M. MEeNzEL? — !Forschungszentrum
Jiilich, 52425 Jiilich, Germany — 2Heinrich-Heine Universitat Diissel-
dorf, 40225 Diisseldorf, Germany — 3Otto-von-Guericke-Universitt
Magdeburg, 39106 Magdeburg, Germany

The mechanical response of elastic materials frequently involves prede-
formations. Moreover, if an active or driven material is exposed to an
external condition, a mismatch between the activity/driving and exter-
nal condition may lead to a hidden predeformation in the system in its
mechanical equilibrium state. Then the assumption of linear response
breaks down, making descriptions of nonlinear elasticity compulsory
even if the applied deformation is infinitesimally small. In this talk,
we discuss how to develop a theoretical framework to meet this chal-
lenge and thereby, to address elasticity consistently for both small and
large deformations. Specifically, employing concepts from group the-
ory and Lie algebra, we suggest an idea to construct finite deformation
gradients from infinitesimal group generators. Generalized nonlinear
shear deformations and elastic moduli are defined subsequently. Pos-
sible applications will also be discussed.

CPP 2.3 Mon 10:00 H39

Surface structure and rheology of amphiphilic co-polymer

Location: H39

networks on different length scales — eKrviN HaGMANN',

Nora FRiBiczer?, SEBASTIAN SEIFFERT?, CAROLIN Bunk3, FRANK
BouMe?, and RecINE voN Krrtzing! — !Institute for Condensed
Matter Physics, Technische Universitdt Darmstadt, D-64289 Darm-
stadt — 2Department of Chemistry, Johannes Gutenberg Univer-
sity Mainz, D-55128 Mainz — 3Leibniz-Institut fiir Polymerforschung
Dresden e.V., D-01069 Dresden

This study focuses on the relation between structure, swelling abili-
ties and mechanical/rheological properties of films of amphiphilic co-
polymer networks (ACNs). First, the correlation between different
synthesis strategies for gel films and their resulting properties will be
described. Secondly, the effect of solvents of different polarity on the
swelling ability will be presented on different length scales. For this
purpose, topology and near surface structure are studied with atomic
force microscopy (AFM) and grazing incidence small angle x-ray scat-
tering (GISAXS), respectively. We also put special emphasis on the
determination of mechanical and rheological properties laterally and
orthogonally to the gel surface by carrying out dynamic AFM indenta-
tion experiments. In order to evaluate heterogeneities the mechanical
and rheological behaviour at the interface of the ACNs will be pre-
sented on various length scales (nm - pm). The study shows that
the synthesis strategy has a strong effect on the gel structure and on
nano/microrheological properties. The structure and rheology of gel
films will be compared with results obtained of the respective bulk gel.

CPP 2.4 Mon 10:15 H39
Correlations of infrared spectroscopy and DSC measure-
ments to determine the yield of scission under irradiation
in biopolyesters — eDavip KrRiEG, MIRKO RENNERT, and MICHAEL
Nase — Institut fiir Biopoylmerforschung der Hochschule fiir Ange-
wandte Wissenschaften Hof

Under the influence of ionizing irradiation, biopolyesters can either
undergo crosslinking or scissioning. It was shown that the yield
of corsslinking for polyesters such as polybutylenadipat-terephthalat
(PBAT) can be correlated to changes in peaks in the IR spectrum
and the onset time of the melting peak while heating during DSC
measurements using the Avrami equation [Kijchavengkul 2008]. For
biopolyesters such as polyhydroxybutyrate (PHB) and polylactic acid
(PLA) sicsioning is the dominant process under irradiation. This talk
will go into detail, whether similar correlations as seen in crosslinking
PBAT can be found in PLA and PH3B, when scission is the domi-
nate reaction and what structural changes in the polymer make this
correlation possible.
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CPP 3: Perovskite and Photovoltaics 1 (joint session HL/CPP/KFM)

Time: Monday 9:30-12:45

CPP 3.1 Mon 9:30 H34
The Electronic Structure of CsoAgBiBrg at Room Temper-
ature — eJuLiaAN GEBHARDT!? and CHRISTIAN ErsAsserb23 —
IFraunhofer Institute for Mechanics of Materials IWM, 79108 Freiburg
— 2Cluster of Excellence livMatS at FIT - Freiburg Center for In-
teractive Materials and Bioinspired Technologies, Albert-Ludwigs-
University Freiburg, 79104 Freiburg — 3Freiburg Materials Research
Center (FMF), Albert-Ludwigs-University Freiburg, 79104 Freiburg

Cs2AgBiBrg is a stable halide double perovskite with a band gap of
about 2.2 eV. Therefore, it is intensively studied as possible lead free
alternative to hybrid perovskite solar cell absorber materials such as
methylammonium-lead iodide. However, power conversion efficiencies
of solar cells with this material have not yet exceeded 3%. A detailed
understanding of the electronic structure of this material is difficult,
due to the variance of reported data and experimental as well as the-
oretical difficulties that occur in going beyond a qualitative under-
standing of such an indirect semi-conductor at device operation tem-
perature. Here we combine self-energy corrected electronic-structure
theory including spin-orbit coupling and structural dynamics at room
temperature to model and understand this compound in a quantita-
tive manner, and we compare our theoretical findings with experimen-
tal ones. Based on an achieved good agreement, we propose that the
observed low power conversion efficiencies can be attributed to the
density of states in the conduction band region. From the relation be-
tween dimensionality and electron conductivity, we suggest a general
design principle for absorber material search.

CPP 3.2 Mon 9:45 H34
Photon-echo spectroscopy of a CH3NH3PblI3z perovskite
single crystal — oSTEFAN GRISARD!, ARTUR V. TRiFoNovD:Z,
ALeEksaNDR N. Kosarevh3, Inva A. Aximmov!:3, Dmitru R.
YakoviLev!3, JurLian Hocker?, Viapimir Dyakonov?, and Man-
FRED BayErD3 — !Experimentelle Physik 2, Technische Universitét
Dortmund — 2Spin Optics Laboratory, St. Petersburg State Univer-
sity, Russia — 3St. Petersburg, Russia — *Experimental Physics 6,

Julius-Maximilian University of Wiirzburg

Lead halide perovskites such as CHzNH3Pbls (MAPbI3) show out-
standing characteristics important for photovoltaic and optoelectronic
applications. However, the peculiarities of light-matter interactions in
these materials are far from being fully explored. Here, we applied
time-resolved photon echo spectroscopy to a high quality MAPbI3 sin-
gle crystal highlighting the importance of inhomogeneous broadening
of excitonic transitions even at cryogenic temperatures. Furthermore,
we developed an experimental photon-echo polarimetry method that
unambiguously identifies contributions from exciton and biexciton to
the coherent optical response. Most importantly, our method allows to
accurately extract the biexciton binding energy of 2.4meV, even though
the period of the observed quantum beats exceeds the coherence times
of exciton and biexciton.

CPP 3.3 Mon 10:00 H34
Structural properties of (hot-)pressed MAPDI3; films re-
vealed by detailed temperature-dependent optical analyses —
oCHRISTINA WITT!, KONSTANTIN ScHOTZ!, N1co LEUPOLD2, SIMON
BiBerRGER!, PuiLipp RaMMING!, RaLF Moos?, and FABIaN Panzer!
— 1S0ft Matter Optoelectronics, University of Bayreuth, Bayreuth
95440, Germany — 2Department of Functional Materials, University
of Bayreuth, Bayreuth 95440, Germany

Halide perovskites attracted much attention in recent years, due to the
remarkable increase in corresponding solar cell efficiencies. More re-
cently, hot-pressing has emerged as attractive method for manufactur-
ing and post-treatment of perovskite films [1, 2]. However, a detailed
understanding regarding the role of temperature during hot-pressing
on resulting film properties is still missing. Thus, we use temperature-
dependent PL and absorption measurements of MAPbI3 thin films
pressed with different temperatures and in detail analyze their optical
properties. This allows us to draw conclusions about structural and
optoelectronic properties, revealing that an increased temperature im-
proves film morphology, structural and optoelectronic film properties.

[1] Witt, C. et al. Impact of Pressure and Temperature on the Com-
paction Dynamics and Layer Properties of Powder-Pressed Methylam-
monium Lead Halide Thick Films. ACS Appl. Electron. Mater. 2020,

Location: H34

2 (8), 2619-2628.

[2] Pourdavoud, N. et al. Room-Temperature Stimulated Emission
and Lasing in Recrystallized Cesium Lead Bromide Perovskite Thin
Films. Adv. Mater. 2019, 31, 1903717.

CPP 3.4 Mon 10:15 H34
Application of atomic layer deposition and x-ray photoelec-
tron spectroscopy in perovskite solar cells — eMALGORZATA
Kort!, CHrTTARANJAN DAs?, Lukas KEGELMANNS, HANs KOEBLERS,
MIkHAILO VOROKHTA%, CaArRLOs EscUDERO®, STEVE ALBRECHT?,
AnToNiO ABATE®, and JaN INco FLeEGe! — IBTU Cottbus-
Senfteberg, Cottbus, Germany — 2KIT, Eggenstein-Leopoldshafen,
Germany — 3HZB, Berlin, Germany — “Charles University, Prague,
Czech Republic — PALBA Synchrotron, Cerdanyola del Vallés, Spain

In this work we have utilized near-ambient pressure and ultra-high
vacuum X-ray photoelectron spectroscopy as well as atomic layer de-
position to investigate perovskite solar cells (PSCs). We have demon-
strated that ultrathin room temperature atomic layer-deposited alu-
minium oxide on the perovskite surface very effectively suppresses io-
dine migration[1] and improves the long term stability and efficiency
of PSCs [2,3]. Furthermore, exposure to light proves more detrimental
to the perovskite film than exposure to water vapor.[2] Absorbed pho-
tons create Frenkel defects in the perovskite crystal and their number
strongly depends on the used illumination. The higher the photon flux,
the higher the concentration of Frenkel defects, and thus the stronger
the degradation of power conversion efficiency and the stronger the
hysteresis in the J-V characteristics. [1] C. Das, M. Kot et al., Cell
Reports Physical Science 2020, 1, 100112. [2] M. Kot et al., Chem-
SusChem 2020, 13, 5722. [3] M. Kot et al., ChemSusChem 2018, 11,
3640.

CPP 3.5 Mon 10:30 H34

Chemical Engineering of Ferroelastic Twin Domains in

MAPDI3 Thin Films — eYENAL YaLciNkayal, ILka HerMmEs!,
ToBias SEEWALD?, KATRIN AMANN-WINKEL!, LoTHAR VEITH!,
Lukas ScHMIDT-MENDEZ, and STEFaNn A.L. WeBer! — IMax

Planck Institute for Polymer Research, Ackermannweg 10, 55128
Mainz, Germany — 2Department of Physics, University of Konstanz,
Universitatsstr. 10, 78464, Germany

In this study, we introduce a new chemical method for controlling the
strain in methylammonium lead iodide (MAPDI3) perovskite crystals
by varying the ratio of Pb(Ac)2 and PbCl2 in the precursor solution.
We used a combination of piezoresponse force microscopy (PFM) and
X-ray diffraction (XRD) to observe the effect on crystal strain. We
observed larger ferroelastic twin domains upon increasing the PbCI2
content, indicating increased crystal strain via PFM images. We con-
firmed the increased crystal strain via the XRD patterns with strong
crystal twinning features. We suggest that this behaviour is caused by
different evaporation rates of methylammonium acetate and methy-
lammonium chloride which led to a strain gradient during the crystal-
lization as revealed by time-of-flight secondary ion mass spectroscopy
(ToF-SIMS) and grazing incidence x-ray diffraction (GIXRD) measure-
ments. We observed films with larger twin domain structures show an
increased carrier via time-resolved photoluminescence (TRPL). The
results demonstrate the potential of chemical strain engineering as an
easy method for controlling strain-related e*ects in lead halide per-
ovskites.

CPP 3.6 Mon 10:45 H34
Inspecting the local structure of cubic phase halide per-
ovskites from first-principles — eX1ANGZHOU ZHU, SEBASTIAN
Caicepo-DAviLA, CHRISTIAN GEHRMANN, and Davib A. EGGER —
Department of Physics, Technical University of Munich, Garching,
Germany

Halide perovskites (HaPs) have been identified as one of the most
promising optoelectronic materials in recent years. Different from the
conventional inorganic semiconductors, HaPs exhibit profound devia-
tions from their average atomic structure at finite temperature, which
have important consequences for their optoelectronic properties. How-
ever, a detailed understanding of these local structural fluctuations, the
underlying physical mechanisms as well as their consequences is far
from complete. Here, we perform molecular dynamics (MD) calcula-
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tions based on density functional theory (DFT) to investigate the local
structure and anharmonic dynamics of CsPbBr3 in the cubic phase at
T=425 K and 525K. We find that motions of neighboring Cs-Br atoms
interlock within a nominal cubic unit cell. This manifests in the most
likely Cs-Br distance being significantly shorter than what is inferred
from an ideal cubic structure. Furthermore, we use the statistical in-
formation on the dynamic atomic distributions to quantify the effective
potential associated with certain atomic motions at two temperatures.
We find that Br motions occur in a dynamically disordered potential
energy landscape and relate the Cs motion as well the Cs-Br coupling
to PbBrg octahedral rotations.

30 min. break

CPP 3.7 Mon 11:30 H34
Distinct Resonances in Absorption Spectra of Lead Halide-
based Quantum Dots — e ANJA BARFUSSER, QUINTEN A. AKKER-
MAN, SEBASTIAN RIEGER, AMRITA DEY, AHMET ToOSUN, TUSHAR
DeBNATH, and JocHEN FELDMANN — Chair for Photonics and Op-
toelectronics, Nano-Institute Munich and Department of Physics,
Ludwig-Maximilians-Universitdt (LMU), Koniginstr. 10, 80539 Mu-
nich, Germany

In recent years, perovskite nanocrystals have attracted much attention
for their unique optical properties. Here, we discuss sphere-like lead
halide-based quantum dots with diameters in the range of 4.5-12 nm
featuring a multitude of distinct resonances in their absorption spec-
tra. We have investigated the nature of these resonances by comparing
experimental data with model calculations based on weak and strong
confinement. In transient absorption experiments, bleaching and in-
duced absorption signals are observed, which we discuss in terms of
confined excitons and biexcitonic contributions.

CPP 3.8 Mon 11:45 H34
Revealing the doping density in perovskite solar cells and its
impact on device performance — eFraNcisco PENA-CAMARGO
and MARTIN STOLTERFOHT — Physik weicher Materie, Institut fiir
Physik und Astronomie, Universitat Potsdam, Karl-Liebknecht-Str.
24-25, 14776 Potsdam, Germany

Inorganic semiconductors can be electronically doped with high pre-
cision. Conversely, there is still conjecture regarding the assessment
of the electronic doping density in metal-halide perovskites, not to
mention of a control thereof. This study presents a multifaceted ap-
proach to determine the electronic doping density for a range of differ-
ent lead-halide perovskite systems. Optical and electrical character-
isation techniques comprising intensity-dependent and transient pho-
toluminescence, AC Hall effect, transfer-length-methods, and charge
extraction measurements were instrumental in quantifying an upper
limit for the doping density. The obtained values are subsequently
compared to the electrode charge per cell volume at short-circuit con-
ditions (CUp;/eV), which amounts to roughly 10'6 cm=3. This fig-
ure of merit represents the critical limit below which doping-induced
charges do not influence the device performance. The experimental
results demonstrate consistently that the doping density is below this
critical threshold (< 10'2 cm =3 which means < CUy,;/eV) for all com-
mon lead-based metal-halide perovskites. Nevertheless, although the
density of doping-induced charges is too low to redistribute the built-
in voltage in the perovskite active layer, mobile ions are present in
sufficient quantities to create space-charge-regions in the active layer.

CPP 3.9 Mon 12:00 H34
Ground-state structures, electronic structure, transport
properties and optical properties of anion-ordered anti-
Ruddlesden-Popper phase oxide perovskites — eDan HaN,
SuizHE WAaANG, THomAs BEIN, and HUBERT EBERT — Department
Chemie, Ludwig-Maximilians-Universitdt Miinchen, Germany
Anti-Ruddlesden-Popper (ARP) phase oxide perovskites CadOA2 (A
= P, As, Sb, Bi) have recently attracted great interest in the field of
ferroelectrics and thermoelectrics, while their optoelectronic applica-
tion is dominantly limited by their indirect band gaps. In this work,

we consider A-site anion ordering in Ca4OA2 (A = P, As, Sb, Bi), and
find that it induces an indirect-to-direct band gap transition. Using
first-principles calculations, we study the ground-state structures, elec-
tronic structure, transport properties and optical properties of anion-
ordered ARP phase oxide perovskites Ca4OAA’. Based on an analy-
sis of the lattice dynamics, the ground-state structures of Ca4OAsSb,
Ca40AsBi, Ca4dOPSb and Ca4OPBi are identified. In contrast to
the Ruddlesden-Popper (RP) phase oxide and halide counterparts,
Ca40AA’ show larger band dispersion along the out-of-plane direc-
tion, smaller band gaps and highly enhanced out-of-plane mobilities,
which is ascribed to the short interlayer distances and enhanced cova-
lency of the pnictides. Although the out-of-plane mobilities of these n
= 1 ARP phase perovskites highly increase, comparatively strong po-
lar optical phonon (POP) scattering limits the further enhancement of
their mobilities. This work shows that these anion-ordered Ca4OAA’
exhibit the potential for optoelectronic applications.

CPP 3.10 Mon 12:15 H34
Including light management concepts in performance predic-
tion modelling of perovskite-silicon tandem solar cells by im-
plementing transfer matrix method — AMINREZA MOHANDES!2,
PeEYMANEH RAFIEIPOURD2, MoHAMMAD MoADDELI', and eMANSOUR
Kanant! — 1Department of Materials Science and Engineering,
School of Engineering, Shiraz University, Shiraz, Iran — 2Department
of Physics, Shiraz University, Shiraz, Iran

The 2-T monolithic perovskite-silicon tandem design holds a record
efficiency of 29.80%, recently. To perform more accurate, complete
and experimentally reliable modelling of tandem solar cell, we adopt
the transfer matrix method (TMM) which incorporates the interfacial
reflections, light scattering and parasitic absorption losses in the cal-
culation of the light transmitted from the top perovskite solar cell.
The results reveal that the light scattering and interfacial reflection
losses cannot be ignored and the previously used Beer-Lambert ex-
ponential relation is insufficient for studying tandem configuration.
Including TMM method in the performance optimization of the tan-
dem solar cells lets to consider light management concepts more ex-
tensively. Therefore, identifying and reducing optical losses in each
layer /interface and designing appropriate anti-reflection coatings in a
multilayer tandem simulation can be achieved. In this study, stan-
dalone and tandem devices have been analyzed and the effect of ab-
sorber layer thickness variation, J-V curves, external quantum effi-
ciency (EQE), filtered spectra, current matching, and tandem perfor-
mance parameters on the cell efficiency is considered.

CPP 3.11 Mon 12:30 H34

Highly Efficient Perovskite-on-Silicon Tandem Solar Cells on
Planar and Textured Silicon — eCHRIsTIAN M. WoLrr!, XIN
Yu Cuin?, KereM ARrruk!, DeENiz TURkAY!, DANIEL Jacoss!,
QUENTIN JEANGROSZ, and CHRISTOPHE BALLIFD2 — 1Ecole polytech-
nique fédérale de Lausanne, STI IEM PVLAB, Rue de la Maladiére
71b, 2000 Neuchatel — 2Centre Suisse d’Electronique et de Microtech-

nique, Rue Jaquet-Droz 1, 2002 Neuchétel

Multi-junction devices offer the possibility to harness the sun‘s light
beyond the limitations of single-junction solar cells. Among the differ-
ent combinations perovskite-on-silicon (Pk/Si) tandems hold the great
promise of high efficiencies >30%, while maintaining low cost. I will
report on our latest progress in the development of Pk/Si tandems
comparing our efforts on single-side and double-side textured Pk/Si
tandems, reaching a Voo up to 1.95V, summed short-circuit currents
above 41mA/cm?, and certified efficiencies >29%, on an active area
of 1lem2. We achieved these results by dedicated electrical and op-
tical optimizations of all layers within the stack. Specifically, we re-
duced recombination and transport losses in the Pk absorbers through
process and additive engineering for both solution-processed one-step
and hybrid two-step deposited Pks, and improved the transparency
of the front stack electrodes and contacts through simulation-guided
optimizations of the front grid and layer thicknesses. Furthermore,
we investigated the stability of single-junction Pk and tandem devices
under reverse-bias and standardized accelerated aging conditions.
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CPP 4: 2D Materials 1 (joint session HL/CPP/DS)

Time: Monday 9:30-12:45

Invited Talk CPP 4.1 Mon 9:30 H36
g-factors in van der Waals heterostructures: revealing sig-
natures of interlayer coupling — ePauLo E. Faria JuniOrR —
University of Regensburg, Regensburg, Germany

The interplay of the spin and the orbital angular momenta of elec-
trons in semiconductors governs the observed Zeeman splitting, often
described by the effective g-factors. In the realm of 2D materials,
transition metal dichalcogenides (TMDCs) are ideal candidates to ex-
plore the manifestation of coupled spin and orbital degrees of freedom
under external magnetic fields. In this talk, I will cover the basic
physics behind the Zeeman splitting and effective g-factors, emphasiz-
ing the recent first-principles developments in monolayer TMDCs that
nicely reproduce the available experimental data. These new theoreti-
cal insights demystify the valley-Zeeman physics in TMDCs and finally
establish a connection to the vast existing knowledge in the area of I1I-
V materials. Beyond monolayers, I will discuss TMDC-based van der
Waals heterostructures, particularly MoSe2/WSe2 and WS2/graphene
systems, in which the spin-valley physics and g-factors encode valuable
information about the interlayer coupling.

CPP 4.2 Mon 10:00 H36

Optical Properties of Encapsulated Transition-Metal
Dichalcogenide Monolayers, Bilayers, and Heterostructures
— eMaNaN Suan!, PuiLip KLEMENT!, SANGAM CHATTERJEE!,
KvunenaMm Kang?, Evi-Hyrok Yang?, and Arasn Ranmvi-Imant
— 11. Physikalisches Institut und Zentrum fiir Materialwissenschaften,
Justus-Liebig Universitit GieRen, D-35392, Germany — 2Department
of Mechanical Engineering, Stevens Institute of Technology, Hoboken,
NJ, 07030, USA

Van-der-Waals heterostructures (vdW-HSs) based on 2D-layered ma-
terials have received unrivaled attention among nanomaterials due to
their promising optoelectronic properties induced by moiré potential
landscapes; secondly, their strong light-matter interactions; and third,
the promise of bandgap engineering capabilities. The optical proper-
ties of transition-metal dichalcogenides (TMDs) depend considerably
on the substrate, stacking configuration, interface quality, and encap-
sulation. As more and more layered materials have come into the
focus, the demand for a comprehensive understanding of their optical,
optoelectronic, and vibronic properties is increasing drastically.

We focus on the discussion of photoluminescence and the Raman
response of tungsten-based TMD monolayers and stacks thereof [1, 2],
as well as encapsulated configurations. We further aim at unraveling
structural alterations and emission properties by monitoring the tem-
poral behavior in their responses. [1] Semiconductors 2019, 53, 2140.
[2] Sci. Rep. 2022, 12, 6939.

CPP 4.3 Mon 10:15 H36
Electrically Tunable Photoluminescence in Monolayer MoS;
and graphene/MoS2 Heterostructures — eTARLAN HAMZAYEV
and GIANCARLO Soavi — Institute of Solid-State Physics, Friedrich
Schiller University Jena, Germany

The optical response of monolayer (ML) transition metal dichalco-
genides (TMDs) is dominated by the co-existence, even at room tem-
perature, of excitons, bi-excitons, and trions.

The photoluminescence (PL) emission of these quasi-particles can be
modulated via external knobs, such as doping, pressure and strain. In
particular, the PL emission from the neutral exciton is greatly mod-
ulated during the crossover from the undoped to the highly doped
regime [1]. In the latter case, PL emission is mainly suppressed due to
the presence of trions, which have a fast non-radiative decay.

In this work, we study the gate dependence of the PL emission in en-
capsulated ML MoS> and ML graphene/MoS2 heterostructures (HS).
We show that in the HS region the PL emission mainly comes from
neutral excitons even at large values of external gate voltage, thus
confirming that graphene is an efficient filter for PL emission [2]. This
work clarifies the interplay between charge transfer and PL filtering in
graphene/TMD layered HS.

[1] Mak, K. F. et al. Nature materials 12, 207-211 (2013).

[2] Lorchat, E. et al. Nature Nanotechnology 15, 283-288 (2020).

15 min. break
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CPP 4.4 Mon 10:45 H36
Integration of Transferable Organic Semiconductor
Nanosheets with 2D Materials for van der Waals Het-
erojunction Devices — oSIRrRI BaruHaN KavLkan!, Ewmap

NAJAFIDEHAGHANI?, ZIYANG GAN2, FABIAN ALEXANDER CHRIS-
TIAN APFELBECK!, UwE HUBNER®, ANTONY GEORGE?, ANDREY
TurcHANIN?, and BeErT NickenL! — !Faculty of Physics and CeNS,
Ludwig-Maximilians-Universitdt, Geschwister-Scholl-Platz 1, 80539
Munich, Germany — 2Institute of Physical Chemistry and Abbe Cen-
ter of Photonics, Friedrich Schiller University Jena, Lessingstr. 10,
07743, Jena, Germany — 3Leibniz Institute of Photonic Technology
(IPHT), Albert-Einstein-Str. 9, 07745, Jena, Germany

Evaporation of organic semiconductors (OSC) on atomically thin tran-
sition metal dichalgonides (TMD) for van der Waals (vdW) heterojunc-
tions is limited by obstructed growth of the organic small molecules
on the TMD surface. For the realization of such vdW heterojunction
devices, we have established a transfer technique that allows for wafer-
scale fabrication of 50 nm OSC nanosheets on TMDs. A key feature of
this transfer is the controlled release of the ultrathin OSC film from a
water-soluble sacrificial film by a suited wetting geometry. We demon-
strate functional and highly ordered OSC nanosheets on prefabricated
electrodes and TMD monolayers. Devices fabricated this way include
unipolar, ambipolar and anti-ambipolar field-effect transistors [1].

References: [1] Kalkan et al., Wafer scale synthesis of organic semi-
conductor nanosheets for van der Waals heterojunction devices, npj
2D Materials and Applications 5, 92 (2021)

CPP 4.5 Mon 11:00 H36
Non-resonant and resonant low-frequency Raman scatter-
ing in twisted TMDC bilayers at millikelvin temperatures —
eHENDRIK LaMBERs!, NiuiT SaicaLl, TorsTEN STiEHM!, FLORIAN
SicGER?, Lukas SigrL?, Mirco TRoOUE?, JOHANNES FIGUEIREDOZ,
ALEXANDER HoLLEITNER?, and UrRsuLa WURSTBAUER! — lInstitute
of Physics, University of Miinster, Miinster, Germany — 2Walter
Schottky Institute and Physics Department, TU Munich, Garching,
Germany

Twisted TMDC bilayers are subject of many current studies because
they can host many body physics and correlated phases such as super-
conductors and Mott insulators.[1] The moiré potential evolving with
a twist angle or lattice constant mismatch could also be exploited to
simulate Mott-Hubbard physics. The interlayer coupling within the bi-
layer correlates with the interlayer breathing mode and the shear mode,
which can be characterized by low frequency Raman spectroscopy.|2]
We study TMDC heterobilayers of WSe2 and MoSe2 by resonant and
non-resonant Raman spectroscopy at millikelvin temperatures. The
shear mode is resonant with the exciton transitions in both monolay-
ers and its lineshape and transition energy are modified due to coupling
to the exciton continuum. In addition, several sharp and highly reso-
nant modes are observed in the high frequency Raman spectrum. We
acknowledge financial support via DFG WU 637/7-1 and SPP2244. [1]
L. Sigl et al., Phys. Rev. Research 2, 042044(R) (2020) [2]| J. Holler
et al., Appl. Phys. Lett. 117, 013104 (2020)

CPP 4.6 Mon 11:15 H36
Investigating Twist Angle Dependence of Exciton Resonances
in WSez/MoSe; Heterostructures — e CHIRAG PALEKAR, TOBIAS
ManTHEI, BARBARA RosA, and STEPHAN REITZENSTEIN — Institute
of Solid State Physics, Technische Universitat Berlin, D-10623 Berlin,
Germany

Artificially produced TMDC heterostructures (HS) realized by stack-
ing two different TMDC monolayers (ML) are a new class of promising
semiconducting heterostructures. Due to their type-II band alignment,
TMDC HSs tend to host the spatially indirect interlayer excitons (IX)
where electrons and holes are located in conduction and valence bands,
respectively, of the different layers. Here we study the twist angle de-
pendence of IX resonances employing micro-photoluminescence excita-
tion (PLE) measurements on twisted WSez /MoSes heterobilayer. PLE
measurements reveal anti-correlation between linewidth and emission
energy of IX. Resonant excitation at intralayer exciton energies of con-
stituent ML yields high emission intensity of the IX with linewidth
narrowing above 10 meV. We measure a drastic reduction in PL emis-
sion from IX for twist angles in the range of 10°- 50° due to large inter-
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layer separation. Moreover, we show a noticeable IX exciton resonance
separation which increases as function of twist angle i.e. from 0° (67
meV) to 24° (96 meV) along with observable red shift in IX emission
energy. This fundamental study of excitons resonances deepens the
current understanding of physics of twisted TMDC heterostructures
and paves the way for future experiments and theoretical work.

CPP 4.7 Mon 11:30 H36
Counterintuitive electric-field dependence of weak antilocal-
ization in a bilayer graphene/WSe; heterostructure — JuLia
AmanN!, Tosias VoLkL!, Tosias RockiNGer!, DENis KOCHANZ,
KENJI WATANABE®, TakaAsHI TaNIcUcHI?, JAROsLAV FaBIaNZ, Di-
ETER WEIss!, and eJoNaTHAN Eroms! — !Institute of Experimental
and Applied Physics, University of Regensburg, Regensburg, Germany
— 2Institute of Theoretical Physics, University of Regensburg, Regens-
burg, Germany — 3National Institute for Materials Science, Tsukuba,
Japan

Heterostructures of bilayer graphene (BLG) and transition metal
dichalcogenides (TMDC) were recently proposed as a means of gener-
ating a gate-tunable, proximity-induced spin-orbit coupling (SOC) in
graphene. Total SOC splitting of the band structure increases mono-
tonically with the out-of-plane electric field, as confirmed by recent
charge transport experiments. To elucidate the spin relaxation caused
by SOC, weak antilocalization (WAL) experiments are frequently em-
ployed. Contrary to the naive expectation of a monotonic increase of
the WAL effect strength with electric field D, we observe a maximum
of WAL visibility around D = 0. This counterintuitive behaviour orig-
inates in the intricate dependence of WAL in graphene on two different
spin lifetimes Tsym and 7qsy, which are due to spin relaxation caused
by the valley-Zeeman and Rashba terms, respectively. Our calcula-
tions, based on modeling spin precession by an 8 x 8 Hamiltonian of
BLG with one-sided TMDC show the same non-monotonic dependence
on D as the experimental data.

15 min. break

CPP 4.8 Mon 12:00 H36
Millikelvin Spectroscopy on Degenerate Exciton Ensem-
bles in van der Waals Bilayers — oeNinIiT SAIGAL', TORSTEN
Stieam!, HeENDRIK LaMBERs!, FLORIAN SicGer?, Lukas SigLZ,
Mirco TRoUE?, JOHANNES FIGUEIREDO?, ALEXANDER HOLLEITNERZ,
and UrsuLa WURsTBAUER! — lInstitute of Physics, University
of Miinster, Miinster, Germany — 2Walter Schottky Institute and
Physics Department, TU Munich, Garching, Germany

Homo- and hetero-bilayers of transition metal dichalcogenides host a
rich variety of interlayer exciton (IX) species where the electrons and
holes reside in different monolayers. [1] This leads to enhanced lifetimes
of IXs and also imparts them with a permanent dipole moment. [1,2]
Such IXs provide an ideal platform for exploring many body physics
such as dipole-dipole interactions and Bose-Einstein condensation. [2]
We have investigated IXs in a heterobilayer of MoSe2 and WSe2 en-
capsulated in hBN, using temperature, laser power and time depen-
dent photoluminescence (PL) spectroscopy down to millikelvin tem-
peratures. At lowest temperatures and exciton densities, we observe
a single low energy peak in the IX PL spectrum which has been at-
tributed to be a signature of degenerate exciton gas. [2] We observe

an unexpected nearly excitation power-independent IX energies at low-
est temperatures (10 mK to “10K) that converts into the well-known
dipolar blue-shift at elevated temperatures. We acknowledge financial
support by DFG via WU 637/4-2 and No. HO 3324/9-2 and SPP2244.

[1] B. Miller et al., Nano Lett. 17, 5229 (2017). [2] L. Sigl et al.,
Phys. Rev. Research 2, 042044 (R) (2020).

CPP 4.9 Mon 12:15 H36
Infrared photocurrent in transition-metal dichalcogenide
heterostructures — Jeong Woo Han!', Prize Han?, Ywuing
Liv2, PaorLa Barbara?, THomas E. MurpHY3, and eMARTIN
MITTENDORFF! — ! Universitit Duisburg-Essen, Fakultiit fiir Physik,
47057 Duisburg, Germany — 2Georgetown University, Department of
Physics, Washington, 20057 DC, USA — 3University of Maryland, In-
stitute for Research in Electronics and Applied Physics, College Park,

20740 MD, USA

Heterostructures of transition metal dichalcogenites (TMDCs) have
characteristic optical properties like the interlayer excitons due to the
band offset between two adjacent TMDC layers. Such heterostruc-
tures are promising candidates for photodetectors with higher efficien-
cies compared to a single TMDC layer, furthermore, the interlayer
excitation enables photocurrents at photon energies below the direct
bandgap of each of the layers. Here we present measurements on a
MoS2/WS2 heterostructure at photon energies of around 800 meV,
which is significantly below the interlayer exciton. The cross-shaped
structure of our samples allows measurements of the heterostructure
as well as each individual layer. While at high photon energies pho-
tocurrents are observed in each of the layers, the low photon energy
only leads to a photocurrent when the heterostructure is illuminated.
We interpret this effect to be caused by intraband absorption and sub-
sequent interlayer tunneling.

CPP 4.10 Mon 12:30 H36
Strong exciton-plasmon coupling in hybrids of 2D semicon-
ductors and metal supercrystals — eLLARA GRETEN, ROBERT
SALZWEDEL, MALTE SELIG, and ANDREAS KNORR — Institut fiir The-
oretische Physik, Nichtlineare Optik und Quantenelektronik, Technis-
che Universitdt Berlin, Hardenbergstr. 36, 10623 Berlin, Germany

Monolayers of transition metal dichalcogenides (TMDC) are direct
semiconductors that exhibit tightly bound excitons with uniquely large
optical amplitudes. Thus, they are promising for optoelectronic appli-
cations and a prime example to investigate excitonic effects.

Complementary, plasmonic supercrystals, that are arrays of metal
nanoparticles, support collective plasmon modes. They facilitate an
impressive amplification of the electric near-field which allows to tailor
electric fields on the nano-scale.

In the presented work, we theoretically consider exciton-plasmon
coupling in a hybrid structure of a TMDC layer interacting with a
single metal nano-particle or a two-dimensional supercrystal. For this
purpose, we develop a Maxwell-Bloch theory where the excitons are
described within the Heisenberg equation of motion framework and
the metal nano-particles are treated as coupled dipoles in Mie theory.

Our studies reveal new "plexcitonic" eigenstates of the hybrid sys-
tem. Furthermore, we are able to compute the scattered light in the
near- and far-field explicitly and identify signatures of strong exciton-
plasmon coupling featuring a Rabi splitting of tens of meV.

CPP 5: Wetting, Droplets and Microfluidics (joint session DY /CPP)

Time: Monday 10:00-12:15

CPP 5.1 Mon 10:00 H19
Lattice Boltzmann simulations of dense suspensions of soft
particles with interface viscosity — eFaBI0 GUGLIETTA!, OTH-
MANE AouaNnk!, FrRaNCEsca PErLusi', MarRcELLO SEGal, and Jens
Harring'2 — 1Helmholtz Institute Erlangen-Niirnberg, Germany —
2Department of Chemical and Biological Engineering and Depart-
ment of Physics, FAU Erlangen-Niiremberg, Germany

Interface viscosity (IV) plays a major role in the dynamics of single
droplets and viscoelastic capsules by influencing their transient dynam-
ics and steady-state deformation. For example, it has recently become
clear that numerical models for red blood cells must include IV to ac-
count for their realistic description. Therefore, IV can be expected to
play a significant role in determining also the dynamics and rheology
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of their dense suspensions. However, as no detailed investigation exists
on the effects of IV in the dense suspensions of soft capsules, we aim
to fill this gap by including it in computational fluid dynamics models.
Here, we address this problem for the first time by performing numer-
ical simulations in the framework of the immersed boundary - lattice
Boltzmann method. This approach proved to be a valid numerical tool
to provide a realistic description of soft particles immersed in Newto-
nian fluids. We employ a recent numerical model to account for IV by
relying on the discretised Boussinesq-Scriven tensor, which provides
a continuum description of a 2D viscous fluid. We show that the IV
influences (a) the time it takes for particles to deform during the tran-
sient phase and (b) the final shape of the particles in the steady-state
at different volume fraction values.
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CPP 5.2 Mon 10:15 HI19
Wetting dynamics of droplets: an immersed boundary
lattice Boltzmann approach — eFrancesca Perust!, OTH-
MANE AoUANE!, FaBio GuGLIETTA!, MARCELLO SEGA!, and JENS
HarTiNg'2 — 1Helmholtz Institute Erlangen-Niirnberg, Germany —
2Department of Chemical and Biological Engineering and Department
of Physics, FAU, Germany

Many applications in computational fluid dynamics require the im-
mersed boundary (IB) method to couple the dynamics of well-defined
structures with that of a surrounding fluid. If the latter is simulated
with a lattice Boltzmann (LB) method, the resulting IBLB approach is
known to be a very versatile tool, for example, in studying dense sus-
pensions of red blood cells. However, little attention has been devoted
so far to applying this approach to substrate wetting problems. Here,
we report on an IBLB-based investigation of the wetting of droplets
interacting with a solid surface. In our model, the droplet surface
tension contributes to the force the droplet (structure) communicates
to the surrounding fluid. We characterize Newtonian droplets’ static
and dynamic contact angles and show how surface/IB-nodes interac-
tion tuning allows obtaining the desired wetting properties. Further-
more, the flexibility of the IBLB approach will enable us to model
non-Newtonian surface rheology, opening the possibility of simulat-
ing the unusual wetting behavior of gallium droplets. Indeed, liquid
gallium develops an oxide layer at the liquid surface when in contact
with the oxygen, which affects its adhesive properties with significant
consequences for its high-tech applications, such as catalysis.

CPP 5.3 Mon 10:30 H19
Viscosity-induced Destabilization of a Liquid Sheet in Inertial
Microfluidics — eKuNTAL PATEL and HOLGER STARK — Institut fiir
Theoretische Physik, Technische Universitdt Berlin, Berlin, Germany

Lab-on-a-chip devices based on inertial microfluidics function between
Stokes and turbulent regimes, which enables to achieve high through-
put. In the present work, we study the motion of a liquid sheet of thick-
ness ts; and viscosity p1 in a two-dimensional microchannel of width
w, filled with a viscous fluid (viscosity u2, m = p2/p1 > 1). At finite
Reynolds number Re, a small perturbation at the interfaces separating
the sheet from the surrounding fluid can result in a rapid destabiliza-
tion of interfaces and may lead to a break-up. The present work gives
a proof-of-concept of how viscosity-driven interfacial instability can be
exploited for a controlled droplet production in inertial microfluidics.
Such microfluidic droplets are utilized in food and pharmaceutical re-
lated applications and as chemical reactors in Lab-on-a-chip devices.

In our computational linear stability analysis based on the Orr-
Sommerfeld equation, we observe that the growth rate of the fastest
growing mode £* increases with Re. Furthermore, the dependence of
&€* on m and ts is quantified by the scaling law £* oc mt2->, which is
valid for thin sheets in moderate Re flows with relatively weak interfa-
cial tension I'. In the second part, our lattice Boltzmann simulations
starting from a single-mode perturbation of wavelength A reveal that
the interfacial instability causes the liquid sheet to break up and ul-
timately to form droplets when XA > 0.5w. We also identify different
interface breakup mechanisms leading to droplet formation.

CPP 5.4 Mon 10:45 H19
Imaging, Analysis and Sorting in Microfluidic Systems: Cor-
relative Multi-Contrast, Multi-Parameter Applications —
eToBIAs NECKERNUSS!, PaTrIcIA ScHWILLINGZ, Jonas PreiLb:2,
DaNiEL Geicer!, and OTuMar MarTi? — lSensific GmbH —

2Institute for Experimental Physics, Ulm Univeristy

Droplet-based microfluidics is a promising approach in biology, phar-
macy, medicine, and lab-on-a-chip applications. One remaining prob-
lem is the lack of a suitable fast image-based detection method that
enables droplet- and content-based analysis and sorting with rates fast
enough to be sufficient for high-throughput measurements and to en-
able surveilled lab scale production. We demonstrate recent advances
for high-speed, real-time, image-based analysis and manipulation of
microfluidic systems. With rates of up to 3000 particles or droplets
per second we show applications of our system in the field of droplet-
based microfluidics. Here, we concentrate on droplet-content analysis
and have a sneak look at further potential applications in biology and
image-based cell analysis. We introduce new contrast types for image-
based analysis like brightfield, darkfield, phase contrast, fluorescence
and combinations thereof. Combining new cutting edge hardware tech-
nology with specifically tailored software and integration of external
lab infrastructure enables us reach new dimensions in image based

12

particle analysis and sorting.

15 min. break

CPP 5.5 Mon 11:15 H19
the obstacle effect on soft sphere discharging in quasi-2D silo
— oJinag Wanc!, KirsTEN Harru!2, DMiTRY PuzyreEvV!, and RALF
StanNaRIUs? — lInstitute of Physics, Otto von Guericke University
Magdeburg, Universitédtsplatz 2, D-39106 Magdeburg, Germany —
2Department of Engineering, Brandenburg University of Applied Sci-
ences, Magdeburger Strafe 50, D-14770 Brandenburg an der Havel,
Germany

Soft smooth particles in silo discharge show their own characteristics,
for example, non-permanent clogging and intermittent flow. We con-
duct experiment on soft, low-frictional hydrogel spheres compred with
hard, frictional spheres in a quasi-2D silo. We introduce a competitive
behavior of these spheres during their discharge by placing an obstacle
in front of the outlet of the silo. High-speed optical imaging is applied
to capture the process of discharge. By the method of particle tracking
velocimetry (PTV), the fields of velocity, egress time, packing fraction,
and kinetic stress are analysed in the study.

CPP 5.6 Mon 11:30 H19
Coalescence of isotropic and nematic droplets in quasi 2D
liquid crystal films — eCHrisToPH KLOPP, ALEXEY EREMIN, and
RALF StanNARIUS — Institute for Physics, Otto von Guericke Univer-
sity Magdeburg, Germany

Coalescence of droplets is ubiquitous in nature and modern technol-
ogy. Various experimental and theoretical studies explored droplet
dynamics in three dimensions (3D) and on two-dimensional (2D) solid
or liquid substrates, e.g. [1-3]. Here, we demonstrate coalescence of
isotropic and nematic droplets in quasi-2D liquids, viz. overheated
smectic A freely suspended films. We investigated their dynamics ex-
perimentally and measured the shape deformation during the entire
merging process using high-speed imaging and interferometry. This
system is a unique example where the lubrication approximation can
be directly applied, and the smectic membrane plays the role of a pre-
cursor film. Our studies reveal the scaling laws of the coalescence time
depending on the droplet size and the material parameters. We also
compared the dynamics of isotropic and nematic droplets and addi-
tionally analyzed the results based on an existing model for liquid lens
coalescence on liquid and solid surfaces [4].

Acknowledgements: This study was supported by DLR and DFG
within the OASIS and OASIS-Co projects WM2054 and STA 425/40.

References: [1] J. D. Paulsen et al., Nat. Commun., 5, 3182 (2014)
[2] D. G. A. L. Aarts et al., Phys. Rev. Lett., 95, 164503 (2005). [3]
N. S. Shuravin et al., Phys. Rev. E, 99, 062702 (2019) [4] C. Klopp et
al., Langmuir, 36, 10615 (2020)

CPP 5.7 Mon 11:45 HI19
Using feedback-controlled thermoviscous flows to precisely
position microparticles — eELENA ERBEN, ANTONIO MINOPOLI,
NicoLAa MAGHELLI, BENJAMIN SEELBINDER, ILIYA D. STOEV, SERGEI
Krykov, and MoriTz KrREYSING — Max Planck Institute of Molecular
Cell Biology and Genetics, Dresden, Germany

Optical positioning of microscale objects has proven key for advanc-
ing fundamental biological research and holds great potential for other
disciplines as well. The most widely used among these methods are
optical tweezers which enable the precise control and manipulation
of multiple particles. However, they require probes of high refractive
index contrast and low absorption and exclude the use of photosen-
sitive samples. Here we present a novel optofluidic technique that
leverages optical-control capabilities and the gentle nature of hydro-
dynamic flows, thus lifting the aforementioned constraints. Our ap-
proach is based on optically-induced thermoviscous flows generated by
the repeated scanning of a moderately heating infrared laser beam [1].
We have combined thermoviscous flows with feedback control to con-
fine micron-sized particles with a precision of up to 24 nm without
exposing them directly to laser light [2]. Recently, we extended this
approach beyond single-object manipulation to further enable simul-
taneous control of multiple particles. With this contribution, we fur-
thermore discuss combinations with implicit force sensing [3] and the
potential for future application in and beyond the life science sector.

[1] Weinert et al., Phys. Rev. Lett., 2008; [2] Erben et al., Opt.
Express, 2021; [3] Stoev et al., eLight, 2021.
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CPP 5.8 Mon 12:00 HI19
Active thin films — eTiLmAN RicuHTER!, PAoLo MALGARETTI!,
STEFAN Z1T7z2, and JEns Harring! — !Forschungszentrum Jiilich
GmbH, Helmholtz Institute Erlangen- Niirnberg (IEK-11), Dynam-
ics of Complex Fluids and Interfaces, Cauerstrafte 1, 91058 Erlangen,
Germany — 2Roskilde University, Department of Science and Envi-

ronment, Roskilde, Denmark

Thin liquid films are important for many microfluidic applications such
as printing or coating of e.g. printable electronics or photovoltaic cells
where a evenly spread thin film of certain properties is of utmost im-
portance. It is well known that a thin film on a solid substrate can
be unstable and droplet formation may arise, especially for very thin
films. The dynamics of thin liquid films and their instability has been

the subject of intensive experimental, analytical, and numerical stud-
ies, the latter often based on the thin film equation. We propose a
set of newly developed equations for the influence of chemical active
colloids suspended in a thin liquid film based on the lubrication ap-
proximation, advection-diffusion and, the Fick-Jackobs approximation.
For this novel set of equations we perform a linear stability analysis
(LSA) that reveals surprisingly interesting dynamics. We identify the
subset of parameters for which the thin film becomes stable, as well as
a variety of different dominating wave-modes. This allows us to con-
trol not only the stability but also the droplet size distribution after
film rupture. In order to assess the asymptotic state of the thin film,
the LSA results are compared against numerical simulations using the
Lattice Boltzmann method.

CPP 6: Active Matter 1 (joint session BP/CPP /DY)

Time: Monday 10:30-12:45

Invited Talk CPP 6.1 Mon 10:30 H16
Computer simulations of self-motile active droplets and
colloid-active gels composites — eDAvIiDE DAVIDE MARENDUZZO
— School of Physics and Astronomy, University of Edinburgh, Edin-
burgh, UK

In this talk we will show results from computer simulations probing
the behaviour of composite materials based on active gels.

In the first part of the talk we will investigate the behavior of ac-
tive nematic or cholesteric droplets inside an isotropic fluid. In differ-
ent regions of parameter space, we find regular motility and chaotic
behaviour, and discuss the relevance of these results to biophysical
systems such as microbial motility.

In the second part of the talk, we will study the dynamics of a dis-
persion of passive colloidal particles in an active nematic host. We
find that activity induces a dynamic clustering of colloids even in the
absence of any preferential anchoring of the active nematic director at
the particle surface. When such an anchoring is present, active stresses
instead compete with elastic forces and re-disperse the aggregates ob-
served in passive colloid-liquid crystal composites.

CPP 6.2 Mon 11:00 HI16
Chloroplasts in dark-adapted plants show active glassy be-
havior — eNico ScHraMMA, CINTIA PERUGACHI ISRAELS, and MAz1
JavaaL — University of Amsterdam, Amsterdam, Netherlands

Photosynthesis in plants is one of the main drivers for the survival of
whole ecosystems on earth. To guarantee the efficiency of this pro-
cess, plants have to actively adapt to ever-changing light conditions.
On large time scales plants can grow towards the light. However,
this process is too slow to adapt towards transient stimuli. To do
this plants can re-arrange the intracellular structure by the active mo-
tion of chloroplasts on short timescales. These organelles are confined
between the cell membrane and vacuole and can move inside the cy-
toplasm via actin polymerization forces. Remarkably, the simple - yet
elegant - interplay of light-sensing and active forces leads to various
modes of collective motion. Here, we show that the chloroplasts under
dark conditions are densely packed systems, driven by a-thermal noise
and can exhibit active glassy motion. Furthermore, we aim to estab-
lish chloroplast motion as a new framework to study the dynamics of
light-controlled dense biological systems featuring intriguing dynamic
phase transitions.

CPP 6.3 Mon 11:15 HI16
Activity-induced polar patterns of filaments gliding on a
sphere — eCHiA0-PENG Hsu, ALFREDO SCIORTINO, YU ALICE DE
LA TrROBE, and ANDREAS BauscH — Center for Protein Assemblies
and Lehrstuhl fiir Zellbiophysik E27, Physics Department, Technische
Universitdt Miinchen, Garching, Germany

Active matter systems feature the ability to form collective patterns as
observed in a plethora of living systems, from schools of fish to swim-
ming bacteria. While many of these systems move in a wide, three-
dimensional environment, several biological systems are confined by a
curved topology. The role played by a non-Euclidean geometry on the
self-organization of active systems is not yet fully understood, and few
experimental systems are available to study it. Here, we introduce an
experimental setup in which actin filaments glide on the inner surface
of a spherical lipid vesicle, thus embedding them in a curved geometry.
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We show that filaments self-assemble into polar, elongated structures
and that, when these match the size of the spherical geometry, both
confinement and topological constraints become relevant for the emer-
gent patterns, leading to the formation of polar vortices and jammed
states. These results experimentally demonstrate that activity-induced
complex patterns can be shaped by spherical confinement and topol-

ogy.
15 min. break

CPP 6.4 Mon 11:45 HI16
The effect of chiral flows on pattern formation on active
cell surfaces — Lucas WitrTweRr?, ELoy pE KINKELDER!, and

oSEBASTIAN ALAND!2 — 1TU Freiberg — 2HTW Dresden

Mechanochemical processes play a crucial role during morphogenesis,
the formation of complex shapes and tissues out of a single cell. On the
cellular level, the actomyosin cortex governs shape and shape changes.
This thin layer of active material underneath the cell surface exerts
an active contractile tension, the strength of which being controlled
by the concentration of force-generating molecules. Advective trans-
port of such molecules leads to a complex interplay of hydrodynamics
and molecule concentration which gives rise to pattern formation and
self-organized shape dynamics. In this talk, we present a novel nu-
merical model to simulate an active viscoelastic surface immersed in
viscous fluids. The resulting patterning, flows and cell shape dynamics
are shown for different parameter configurations. It is further demon-
strated that adding a chiral (i.e. counter-rotating) force at the cell
surface can promote a ring of high molecule concentration and facili-
tate cell division.

CPP 6.5 Mon 12:00 H16
Premelting controlled active matter in ice ®JEREMY
VacHier! and Joun S. WETTLAUFER!? — !Nordita, KTH Royal In-
stitute of Technology and Stockholm University, Hannes Alfvéns vig
12, SE-106 91 Stockholm, Sweden — 2Yale University, New Haven,
Connecticut 06520-8109, USA

Self-propelled particles can undergo complex dynamics due to a range
of bulk and surface interactions. In the case of a foreign particle inside
a subfreezing solid, such as a particle in ice, a premelted film can form
around it allowing the particle to migrate under the influence of an
external temperature gradient, which is a phenomenon called thermal
regelation. It has recently been shown that the migration of particles
of a biological origin can accelerate melting in a column of ice and
thereby migrate faster. We have previously shown that the effect of
regelation plays a major role in the migration of inert particles and
impurities inside ice, with important environmental implications. In
particular, the question of how the activity affects a particle’s position
over time is essential for paleoclimate dating methods in ice cores. We
re-cast this class of regelation phenomena in the stochastic framework
of active Ornstein-Uhlenbeck dynamics and make predictions relevant
to this and related problems of interest in geophysical and biological
problems.

CPP 6.6 Mon 12:15 HI16
Emergent collective behavior of active Brownian particles
with visual perception — eRAJENDRA SingH NEGI, RorLanp G.
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WINKER, and GERHARD GOMPPER — Theoretical Physics of Liv-
ing Matter, Institute of Biological Information Processing (IBI-5),
Forschungszentrum Jiilich, 52425 Jilich, Germany

Collective behavior of self-propelled agents emerges from the dynamic
response of individuals to various input signals [1,2]. One such input
signal is visual perception. We explore the behavior of a model of
self-steering active Brownian particles with visual perception in two
dimensions [3]. Several non-equilibrium structures like motile worms,
worm-aggregate coexistence, aggregates, and a dilute-gas phase are
obtained, depending on the system parameters. The strength of the
response to the visual signal, vision angle, packing fraction,rotational
diffusion, and activity (velocity vg) determine the location and extent
of these phases in the phase diagram. The radius-of-gyration tensor
is used to distinguish between the worm and the aggregate phase.
Our results help to understand the collective behavior of cognitive
self-propelled particles, like animal herds and micro-robotic swarms.

[1]. J. Elgeti, R. G. Winkler, and G. Gompper, Rep. Prog. Phys.
78, 056601 (2015).

[2]. M. R. Shaebani, A. Wysocki, R. G. Winkler, G. Gompper, and
H. Rieger, Nat. Rev. Phys. 2, 181 (2020).

[3]. L. Barberis and F. Peruani, Phys. Rev. Lett. 117, 248001
(2016).

CPP 6.7 Mon 12:30 HI16

Diffusiophoretic propulsion of an isotropic active particle
near a finite-sized disk — e ABpALLAH DaDDI-MoUssa-IDER!, AN-
pREJ VILFAND2, and RaMIN GoLESTANIAND3 — IMax Planck In-
stitute for Dynamics and Self-Organization (MPIDS), 37077 G&ttin-
gen, Germany — 2Jozef Stefan Institute, 1000 Ljubljana, Slovenia —
3Rudolf Peierls Centre for Theoretical Physics, University of Oxford,
Oxford OX1 3PU, United Kingdom

We employ a far-field analytical model to quantify the leading-order
contribution to the induced phoretic velocity of an isotropic active
colloid near a finite-sized disk of circular shape resting on an interface
separating two immiscible viscous incompressible Newtonian fluids.
To this aim, we formulate the solution of the phoretic problem as a
mixed-boundary-value problem which we then transform into a system
of dual integral equations on the inner and outer domains. Depending
on the ratio of different involved viscosities and solute solubilities, the
sign of phoretic mobility and chemical activity, as well as the ratio
of particle-interface distance to the radius of the disk, we find the
isotropic active particle to be repelled from the interface, be attracted
to it, or reach a stable hovering state and remain immobile near the
interface. Our results may prove useful in controlling and guiding the
motion of self-propelled phoretic active particles near aqueous inter-
faces.

Reference: A. Daddi-Moussa-Ider, A. Vilfan, and R. Golestanian,
J. Fluid Mech. 940 A12 (2022)

CPP 7: Wetting, Fluidics and Liquids at Interfaces and Surfaces

Time: Monday 10:45-13:00

CPP 7.1 Mon 10:45 H39
Coupling of liquid-liquid phase separation and wetting dy-
namics — eYoucHUANG CHAO, OLINKA RAMIREZ-S0TO, CHRISTIAN
Banr, and STEFAN KarpPITscHkA — Max Planck Institute for Dy-
namics and Self-Organization, 37077 Gottingen, Germany

The interplay of phase separation and surface wetting is of great inter-
est for various fields, ranging from industrial applications of oil recovery
to the formation of membraneless organelles in living cells. Most of
previous studies focus on understanding the interaction of phase sep-
aration with static wetting, i.e., pinned contact line conditions; nev-
ertheless, how phase separation interacts with dynamical wetting, for
instance, advancing contact lines is still unclear. Here, using highly
mobile, Marangoni-contracted droplets of evaporating, binary liquid
mixtures with a well-defined miscibility gap on fully wetting substrates,
we explore the interplay of phase separation and wetting dynamics. In-
terestingly, we observe an abrupt wetting transition: from a contracted
droplet state in the one-phase region to an actively driven spreading
motion in the two-phase region; This is caused by the strong coupling
of liquid-liquid phase separation and advancing contact lines, together
with effects of evaporative enrichment and surface forces. Our finding
may enable the development of novel surface processing strategies.

CPP 7.2 Mon 11:00 H39
Liquid phase separation during soft dynamic wetting —
eLukas Hauer!, Zuuovun Car?, JoNaTHAN T. PraM2, and DoRis
VoLLMER! — Max Planck Institute for Polymer Research, Ackerman-
nweg 10, 55128 Mainz, Germany — 2Department of Chemical and
Materials Engineering, University of Kentucky,Lexington, Kentucky,
USA

Droplets sitting on soft substrates deform the material around the
three-phase contact line, i.e., the formation of the wetting ridge. While
on liquid films the ridge geometry is solely governed by capillarity, on
(visco)elastic films elastic contributions add to the ridge geometry. Re-
cently, on (visco)elastic materials a capillary induced phase-separated
region of pure liquid was observed. Here, we investigate this phase
separation on crosslinked PDMS films with differing amounts of free
oligomer chains during dynamic wetting. We let droplets forcefully
slide over PDMS films while monitoring the ridge zone with laser
scanning confocal microscopy. Different dyes in the crosslinked net-
work and in the free oligomers enable discrimination between the two
phases. We find that phase-separation competes with the motion of
the droplet: by tuning the droplets’ speed, the phase-separated ridge
height ranges from > 30 pum (at 5 um/s) to no phase separation at all
for fast speeds.
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15 min. break

CPP 7.3 Mon 11:30 H39
Deep learning to analyze sliding drops — eSAJjjAD SHUMALY,
FaniMEH DARvIsH, X1AOMEI L1, ALEXANDER SAAL, CHIRAG HINDUJA,
WERNER STEFFEN, OLEKSANDRA KUKHARENKO, RUDIGER BERGER,
and HaNns-JURGEN BurT — Max Planck Institute for Polymer Re-
search, Ackermannweg 10, D-55128, Mainz, Germany

Investigation of drop sliding forces requires knowledge of the shape
of the drop close to the three-phase contact line. State-of-the-art con-
tact angle measurement methods are designed for analyzing symmetric
and high-resolution images of the drop. The analysis of videos of drops
sliding down a tilted plane is hampered due to the low-resolution of
the cutout area where the drop is visible. The drop is just a part of
the whole image. In addition, drops sliding down a tilted plate are
unsymmetrical in shape and the three-phase contact line may deform
due to the sticky points.

In order to increase the accuracy of the measured contact angle, we
trained a deep learning-based super-resolution model with an up-scale
ratio of 3, i.e. the trained model is able to enlarge droplet images 9
times. In the second step, we performed an optimized polynomial fit-
ting approach to measure the contact angle even for symmetric, asym-
metric, or deformed droplets without the need for liquid parameters.
To find the best parameters for polynomial fitting in our special prob-
lem, we conducted a systematic experiment using synthetic images.

CPP 7.4 Mon 11:45 H39
How often a Drops Sticks and Slips at a Wetting Transition
— CHIrRAG HinDusal, ALEXANDRE LAROCHEM2, SAJJAD SHUMALY!,
Yusiao Wang34, Doris VoLLMmeR!, Hans-JORGEN ButT!, and
eRUDIGER BERGER! — 'Max Planck Institute for Polymer Research,
55128 Mainz, Germany — 2University of Zurich, 8057 Zurich, Switzer-
land — 3Key Laboratory of Interfacial Physics and Technology, Shang-
hai Institute of Applied Physics, Chinese Academy of Sciences, Shang-
hai 201800, China — %University of Chinese Academy of Sciences,
Beijing 100049, China

We will discuss forces of sliding drops at a sharp wetting transitions fea-
turing no topographic variation. Such surfaces with different wetting
properties were made from chemical vapor deposition of trichloroot-
cylsilane (OTS) and tri-chloro(perfluoro) octylsilane (PFOCTS). We
observed that drops sliding from an area of low to high contact angle
hysteresis exhibit two force maxima. The drop motion is characterized
by pinning of the advancing and receding contact lines, respectively.
Accordingly, the motion of the drop follows two stick-slip processes.

1
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Drops sliding from an area of high to low contact angle hysteresis ex-
hibit a single local force maximum, a single stick process, but two slip
processes.

Sliding forces of drops were measured by a novel tool named scan-
ning Drop Adhesion Force Instrument (sDAFI) which we use to image,
locate and characterize wetting properties of cm-large areas with a res-
olution down to the micrometer-scale.

CPP 7.5 Mon 12:00 H39
Tunable lamellar topography driven by wetting dynamics —
oCisseLa CoNsTANTE!, INDRA APsiTE!, PAuL AUERBACHZ, SEBAS-
TIAN ALAND2, DENNIS SCHONFELD®, THORSTEN PRETscH?, PAVEL
MiLkin!, and LeoNiD Ionov!4 — 1University of Bayreuth, Bayreuth,
Germany — 2Hochschule fiir Technik und Wirtschaft Dresden, Dres-
den, Germany — 3Fraunhofer Institute for Applied Polymer Research
IAP, Postdam, Germany — %Bavarian Polymer Institute, Bayreuth,
Germany

The fabrication of switchable surfaces has been of interest in several
fields such as biotechnology, industry, and others. The selection of ma-
terials and methods is crucial to provide proper control on the tunable
surface. In this research, an exceptional high aspect ratio lamellar sur-
face topography was fabricated by melt-electrowriting of microfibers of
a shape-memory thermo-responsive polyurethane. Two different types
of stimuli: temperature and light exposition were applied to modify the
mechanical properties of shape memory polymer and thus program de-
formation and recovery of the surface. Wetting studies showed that
the deformation of the high aspect ratio lamellar surface can be tunned
not only manually, but as well by a liquid droplet. This behavior is
controlled by temperature changes during direct heating/cooling or by
exposure to light. The liquid in combination with thermo-responsive
topography presents a new type of wetting behavior. This feature
opens the possibility to apply such topographies for the design of smart
elements for microfluidic devices, for example, smart valves.

CPP 7.6 Mon 12:15 H39
Gradient dynamics model for sessile drop evaporation in a
gap: from simple to applied scenarios — eSimMoN HARTMANN!,
Uwe THIELE!, CHRisTIAN DIpDENs2, and MazivyarR JaLaar3
Hnstitut fiir Theoretische Physik and Center for Nonlinear Science,
Universitit Miinster — 2Physics of Fluids group, Max Planck Cen-
ter Twente for Complex Fluid Dynamics, and J. M. Burgers Center
for Fluid Dynamics, University of Twente — 3Van der Waals-Zeeman

Institute, Institute of Physics, University of Amsterdam

We consider an evaporating drop of volatile partially wetting liquid on
a rigid solid substrate. In addition, the setup is covered with a plate,
forming a narrow gap with the substrate. First, we develop an efficient
mesoscopic description of the liquid and vapor dynamics in a gradient
dynamics form. It couples the diffusive dynamics of the vertically aver-
aged vapour density in the narrow gap to an evolution equation for the
drop profile. The dynamics is purely driven by a free energy functional
that incorporates wetting, bulk and interface energies of the liquid as
well as vapour entropy.

Subsequently, we employ numerical simulations to validate the
model against both experiments and simulations based on Stokes equa-
tion. Finally, we show that the gradient dynamics approach allows for
extensions of our model to cover more intricate scenarios, e.g., spread-
ing drops of volatile liquid on polymer brushes or on porous media.

CPP 7.7 Mon 12:30 H39
Dewetting of thin lubricating films under aqueous drops on
high and low surface energy surfaces — eBipisua BHATT, SHIVAM
GUPTA, VASUDEVAN SUMATHI, SIVASURENDER CHANDRAN, and KRISH-
NACHARYA KHARE — Indian Institute of Technology Kanpur, Kanpur,
India

Understanding the stability of thin liquid films under different environ-
ments is important due to their potential applications, such as coat-
ings, paints, and printing, to name a few. In this work, we investigate
the stability of thin liquid films of a lubricating fluid under aqueous
drops on slippery surfaces. Lubricating films under aqueous drops are
found stable when the total excess free energy of the system is positive,
which otherwise would dewet into droplets on hydrophilic surfaces.
The dewetting dynamics and the apparent contact angle of the aque-
ous drop depend on the thickness of the lubricating film and the final
morphology depends on interfacial boundary conditions between film
and the substrate. However, the lubricating films on hydrophobic sur-
faces are stable under the aqueous drops, yet they can be destabilized
using external perturbations like an electric field. Due to the electric
field, surface capillary waves are generated at the film-drop interface,
and the amplitude of the waves grows exponentially with time, sim-
ilar to spinodal dewetting. Experimentally observed wavelength and
growth rate of the surface capillary waves show good agreement with
the theoretically predicted value using linear stability analysis. The
dewetted droplets coalesce and form a uniform film again upon remov-
ing the applied voltage, making the dewetting process fully reversible.

CPP 7.8 Mon 12:45 H39
Cloaking Transition of Droplets on Lubricated Brushes —
eRoDRIQUE BADR!, FRIEDERIKE ScHMID!, DoRris VOLLMER?, and
Lukas Hauer? — 1Johannes Gutenberg University, Mainz, Germany
— 2Max Plank Institute for Polymer Physics, Mainz, Germany

We study the equilibrium properties and wetting behavior of a simple
liquid on a polymer brush, with and without the presence of lubricant.
We investigate the behavior of the brush in terms of grafting density
and the amount of lubricant present. As for the wetting behavior, we
study a sessile droplet on top of the brush. Our model and choice
of parameters results in the formation of a wetting ridge and in the
cloaking of the droplet by the lubricant, a phenomenon that is ob-
served experimentally and is of integral importance to the dynamics
of sliding droplets. We quantify the cloaking in terms of its thickness,
which increases with the amount of lubricant present, and provide
thermodynamic theory to explain the behavior. In addition, we inves-
tigate the dependence of contact angles on the size of the droplet and
the possible effect of line tension, as well as the dependence on the
cloaking/lubrication of the brush.

CPP 8: Focus Session: Photonic Structures from Polymer and Colloidal Self-Assembly

organized by Ilja Gunkel (University of Fribourg) and Bodo Wilts (University of Salzburg)

Time: Monday 15:00-17:15

Invited Talk CPP 8.1 Mon 15:00 H38
Stimuli-Responsive Opal Films based on Core-Shell Parti-
cle Self-Assembly — eMarkus GALLEI — Lehrstuhl fiir Poly-
merchemie, Universitdt des Saarlandes, Campus C4 2, Saarbriicken

In the last decade stimuli-responsive polymers have proven their feasi-
bility for a wide range of important applications. These polymers are
capable of changing their conformation, solubility, or they can even
break or form covalent bonds upon a change of temperature or pH,
light irradiation or by electrochemical stimuli, or combinations thereof.
The presentation will focus on materials, which contain at least one
selectively addressable segment, either chemically or physically. Func-
tional porous nanostructures based on inverse opal films obtained after
shear-induced particle self-assembly will be highlighted and discussed
in more detail. In the case of soft colloidal crystal and their inverted
structures, external triggers additionally lead to a remarkably fast and

15

Location: H38

reversible change of their intriguing optical properties. Moreover, such
opal structures can be used for the design of smart catch and release
systems based on responsive moieties, but also as soft templates for
ceramic materials. The talk will give some recent examples for the ra-
tional design of functional organic as well as hybrid porous materials
with hierarchical architectures. Some of the highlighted polymer or
polymer-templated structures can be advantageously used for direct
conversion into ordered ceramic or carbonaceous materials. Herein
presented preparation strategies will pave the way for a manifold of
applications in the field of sensing and robust membrane technologies.

CPP 8.2 Mon 15:30 H38
Strategies for increased colour saturation in colloidal pho-
tonic crystals — e¢GUDRUN BLEYER!, CariNa BITTNER!, LUKAS
RoemMmLING!, Nico NEEs?, ErRic GoERLITZER!, and NicoLas VoGggL!
— lnstitute of Particle Technology (LFG), FAU, Erlangen, Germany
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— 2Chair of Applied Mathematics, FAU, Erlangen, Germany

Monodisperse polystyrene nanoparticles are easily synthesized using
surfactant free emulsion polymerization, making them ideal accessible
building block for photonic crystals via self-assembly.

However, structures made only with polystyrene display a whitish
hue of colour as incoherent scattering at defects in the crystal structure
overlaps with the photonic stop band from constructive interference.
We investigate how the colour saturation in colloidal photonic crys-
tals depends on the local and global ordering of the particles and the
absorptive properties of additive materials.

First, we assemble photonic crystals using two methods resulting in
structures displaying different defect characteristics. We then correlate
the photonic properties as a function of these defects using correlative
microscopy connecting optical imaging, reflectance spectra and SEM
measurements to establish the structure-property relationship.

Secondly, we introduce absorbing material at defined positions
within the colloidal photonic crystal with the goal to optimize not
only the amount but the absorber position as well, allowing for an
optimized colour saturation.

Invited Talk CPP 8.3 Mon 15:45 H38
Self-assembled photonic pigments from bottlebrush block
copolymers — eRICHARD PARKER, TIANHENG ZHAO, ZHEN WANG,
CLEMENT CHAN, and Sivia VieNoLINI — Yusuf Hamied Department
of Chemistry, University of Cambridge, United Kingdom

The self-assembly of bottlebrush block copolymers (BBCPs) into pho-
tonic materials has drawn significant attention due to the flexibility
and diversity of the building blocks that can be synthesised. In this
talk we will introduce a robust strategy for the fabrication of hier-
archical photonic pigments via the confined self-assembly of BBCPs
within emulsified microdroplets. By utilising an amphiphilic BBCP
and optimising the emulsification conditions, we will demonstrate the
formation of structurally coloured particles with a correlated disor-
dered structure (i.e. a photonic glass) and compare them to particles
with a highly-ordered concentric lamellar structure (i.e. a 1D photonic
crystal). The mechanisms behind these two different architectures will
be proposed and methods to tune the reflected colour of the respec-
tive systems considered. Finally, the strengths and weaknesses of the
two approaches will be summarised in terms of the optical properties
of the particles, the scalability of the approach and their viability as
real-world colorants.

CPP 8.4 Mon 16:15 H38
Elucidating the chiral self-assembly of cellulose nanocrys-
tals for photonic films — eTHoMAs PARTON, RICHARD PARKER,
GEA VAN DE KERKHOF, AURIMAS NARKEVICIUS, JOHANNES HAATAJA,

BruNo Frka-PETEsic, and Siivia VIGNOLINI — Department of
Chemistry, University of Cambridge, United Kingdom
Cellulose nanocrystals (CNCs) are naturally-sourced elongated

nanoparticles that form a cholesteric colloidal liquid crystal phase in
suspension. Interestingly, this helicoidal arrangement can be preserved
upon drying to create films with vibrant structural colour. However,
while CNCs have drawn significant attention as a way to produce
sustainable photonic materials, the underlying mechanism by which
chirality arises in the mesophase remains unclear. Although the mor-
phology of individual CNCs is believed to play an important role, most
particles are not strongly twisted, and the suspensions exhibit consid-
erable polydispersity in both particle size and shape.

In this study, we performed an in-depth morphological analysis of
CNCs observed using transmission electron microscopy (TEM) and
atomic force microscopy (AFM). We sequentially tuned the size and
shape of the CNCs using ultrasonication and correlated the morphol-
ogy of individual nanoparticles with their ensemble liquid crystalline
behaviour and photonic response. This analysis revealed that a sub-
population of CNC “bundles” (i.e. clusters of laterally-bound elemen-
tary crystallites) act as chiral dopants, analogous to those used for
molecular liquid crystals, and are therefore essential for the formation
of the cholesteric phase.

15 min. break

Invited Talk CPP 8.5 Mon 16:45 H38
Hierarchically structured mechanochromic

sensing pigments — eJessica Croucu!, Cgpric KILCHOER!,
Bopo Wirrs!2, and Caris WEDER! — Adolphe Merkle Institute,
University of Fribourg, Chemin des Verdiers 4, Fribourg 1700, Switzer-
land — 2Chemistry and Physics of Materials, University of Salzburg,

Jakob-Haringer-Str. 2a, 5020 Salzburg, Austria.

Mechanochromic materials can change their colour in response to me-
chanical force and are useful for fundamental studies as well as practi-
cal applications. A versatile platform with extended sensing capabili-
ties would be valuable for monitoring complex mechanical behaviours
and failure events. Here, we report that this is possible by combin-
ing photonic structures, which alter their reflection upon deformation,
and covalent mechanophores, whose absorption changes upon mechan-
ically induced bond scission, in hierarchically structured assemblies.
This was achieved by synthesising microspheres of an elastic polymer
with spiropyran-based cross-links and incorporating non-close-packed
silica nanoparticles into this matrix. The shift of the reflection band
produced by the silica is noticeable at less than 1% strain, while the
conversion of the spiropyran can require strains exceeding 50%. The
two responses can be tailored via the silica content and the cross-link
density. The mechano-sensing pigments can readily be incorporated
into different materials of interest and probe local deformations from
within. This was demonstrated by monitoring high-strain deforma-
tion of poly(dimethyl siloxane) in compression and local strain field
variations caused by the necking of semicrystalline polyethylene.

deformation-

CPP 9: Modeling and Simulation of Soft Matter (joint session CPP /DY)

Time: Monday 15:00-17:45

CPP 9.1 Mon 15:00 H39
Machine Learning of consistent thermodynamic models us-
ing automatic differentiation — eDavip RosENBERGER!, KiPTON
Barros?, TimorHy GERMANNZ, and Nicnoras LubBers? — lFreie
Universitét Berlin, Berlin, Germany — ?Los Alamos National Labo-
ratory, Los Alamaos, NM, USA

Instead of fitting suitable analytical expressions to thermophysical
data, we propose to combine automatic differentiation and artificial
neural networks (ANNs) to obtain complex equations of state (EOS)
for arbitrary systems. Rather than training directly on the properties
of interest, we train an ANN on a model free energy whose partial
derivatives match the thermophysical properties measured in experi-
ment. We show that this method is advantageous over direct learning
of thermodynamic properties, in terms of both accuracy and the exact
preservation of the Maxwell relations. Furthermore, the method can
implicitly solve the integration problem of computing the free energy
of a system without explicit integration given appropriate data to learn
from.

CPP 9.2 Mon 15:15 H39
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Atomistic Machine Learning for Aqueous Ionic Solutions —
ePuiLiP LocHE, KEVIN K. HUuGUENIN-DUMITTAN, and MICHELE CE-
RIOTTI — Laboratory of Computational Science and Modeling, IMX,
Ecole Polytechnique Fédérale de Lausanne, 1015 Lausanne, Switzer-
land

Accurate modeling of matter at the atomic scale requires to simulta-
neously account for the quantum nature of the chemical bond - that
usually manifests itself on short time and length scales - and long-
range interactions, such as electrostatics and dispersion, that occur on
a large scale and often result in phenomena with a long characteristic
time. Electronic structure calculations provide an accurate description
of both quantum and long-range effects, but are computationally de-
manding, and scale poorly with system size. Machine learning (ML)
approaches have emerged as a very effective strategy to build surro-
gate models that provide comparable accuracy at a fraction of the cost,
but the most widespread techniques base their efficiency and transfer-
ability on a local description of atomic structure, which makes them
ill-equipped to deal with long-range effects.

Here, we are going to to connect local and long range physics in
a data driven ML approach by applying the current ML techniques
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to, condensed-phase systems, involving the characterization of aque-
ous ionic solutions. We show that only a combination of a long and
a short range approach is able to predict short distanced molecular
vibrations as well a long ranged ionic screening lengths.

CPP 9.3 Mon 15:30 H39
Identification of glass transition temperature for polymer
melts using data-driven methods — eATREYEE BANERIJEE,
Hsiao-riNng Hsu, OLEKSANDRA KUKHARENKO, and KURT KREMER —
Max Planck Institute for Polymer Research, Ackermannweg 10, 55128
Mainz, Germany

On fast cooling, the dynamics of polymer melts slow down exponen-
tially, leading to solid glassy states without any drastic change in the
structural structure. We employ data-driven methods based on purely
confomational fluctuations to identify the glass transition temperature
for a coarse-grained weakly semi-flexible polymer model. More pre-
cisely, we used principal component analysis (PCA) to quantify the
conformational fluctuations and identify a sharp change in fluctuation
around the glass transition temperature. The first eigen value of PCA
shows a clear difference below and above glass transition temperatures.
The new method of glass transition temperature predicted from PCA
considers local structural fluctuations and does not depend on any
fitting parameters like the existing methods.

CPP 9.4 Mon 15:45 H39
Systematic parametrization of non-Markovian dissipative
thermostats for coarse-grained molecular simulations with ac-
curate dynamics — eVIkTOR KLIPPENSTEIN and Nico F. A. Van
DERrR VEGT — Eduard-Zintl-Institut fiir Anorganische und Physikalis-
che Chemie, Technische Universitdt Darmstadt, 64287 Darmstadt,
Germany

The Mori-Zwanzig theory, in principle, allows to derive an exact equa-
tion of motion for coarse-grained degrees of freedom based on the dy-
namics of an underlying fine-grained reference system.[1] Still, in prac-
tice the simultaneous representation of structural and dynamic prop-
erties in particle-based models poses a complicated problem, e.g. due
to the non-linearity of the exact coarse-grained equation of motion.
A viable approximate approach is to start from a conservative
coarse-grained force-field and to extend the standard Newtonian equa-
tion of motion used in molecular simulation with a linear generalized
Langevin thermostat. We demonstrate how such a thermostat can
be parametrized to correctly represent dynamic properties, both in
a purely bottom-up approach|2,3| or by applying iterative optimiza-
tion.[3] We consider the Asakura-Oosawa model as a simple test case.[3]
[1] V. Klippenstein, M. Tripathy, G. Jung, F. Schmid, and N. F. A.
van der Vegt, The Journal of Physical Chemistry B 125, 4931 (2021).
[2] V. Klippenstein and N. F. A. van der Vegt, The Journal of Chem-
ical Physics 154, 191102 (2021).
[3] V. Klippenstein and N. F. A. Van Der Vegt, The Journal of Chem-
ical Physics under review (2022).

CPP 9.5 Mon 16:00 H39
Stretching biopolymers with fluctuating bending stiffness —
ePaNnavoTis BENETATOS — Kyungpook National University, Daegu,
South Korea

In many biopolymers, the local bending stiffness fluctuates. For exam-
ple, DNA-binding proteins attach to and detach from DNA to regulate
cellular functions, thus causing a change in the local bending stiffness
of the polymer backbone. This could also happen due to internal con-
formational transitions, such as the DNA denaturation or the helix-coil
transition in polypeptides. What all these cases have in common is that
the change in the local flexibility is transient and reversible. In order
to analyse the conformational and elastic behaviour of such biopoly-
mers, we propose a minimal but encompassing model of a freely jointed
chain with reversible hinges (rFJC). We show that the tensile response
of a rFJC is remarkably different from that of the usual freely jointed
chain (uFJC). At small stretching forces, the rFJC is more compliant
than the uFJC and the size (mean square end-to-end distance) of the
former is greater than that of the latter. At strong stretching forces,
in contrast, the rFJC is much stiffer than the uFJC. In this talk, we
also discuss a strongly stretched wormlike chain with fluctuating lo-
cal bending stiffness. We show that, under certain conditions, we get
significant ensemble inequivalence (Gibbs vs Helmholtz).

CPP 9.6 Mon 16:15 H39
Modulating internal transition kinetics of responsive macro-
molecules by collective crowding — eNiLs GOTH, UPAYaN BauL,
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MicHAEL BLEY, and JoacHiM DzuBIELLA — Applied Theoreti-
cal Physics—Computational Physics, Physikalisches Institut, Albert-
Ludwigs-Universitat Freiburg, 79104 Freiburg, Germany

Packing and crowding are used in biology as mechanisms to (self-)
regulate internal molecular or cellular processes based on collective
signaling. Here, we study how the transition kinetics of an inter-
nal “switch” of responsive macromolecules is modified collectively by
their spatial packing. We employ Brownian dynamics simulations of a
model of Responsive Colloids, in which an explicit internal degree of
freedom—here, the particle size-moving in a bimodal energy landscape
self-consistently responds to the density fluctuations of the crowded
environment. The bimodal energy landscape is motivated by existing
two-state behavior like in protein folding or hydrogels with bimodal
volume transitions. We demonstrate that populations and transition
times for the two-state switching kinetics can be tuned over one order
of magnitude by “self-crowding”. An exponential scaling law derived
from a combination of Kramers’ and liquid state perturbation theory
is in very good agreement with the simulations.

[1] Upayan Baul, NG, MB, and JD, J. Chem. Phys.
(2021).

155, 244902

15 min. break

CPP 9.7 Mon 16:45 H39
Modelling process-structure-properties of polymer nanocom-
posites — e¢JANETT PREHL, CONSTANTIN HUSTER, and KARL HEINZ
HorrMaNN — TU Chemnitz, Chemnitz, Germany

Twin polymerization is a complex chemical reaction process leading to
a broad range of organic-inorganic nano composite materials.

Within this presentation we will show our latest results [1] on the
theoretical analysis of the structure formation process of twin polymer-
ization via a previously introduced lattice-based Monte Carlo method,
the reactive bond fluctuation model [2]. We analyze the effects of
various model parameters, such as movability, attraction, or reaction
probabilities on structural properties, like the specific surface area, the
radial distribution function, the local porosity distribution, or the total
fraction of percolating elements.

From these examinations, we may identify structural key factors and
thus chemical properties of the underlying components that need to be
adapted to fulfill desired requirements for possible applications.

[1] Prehl, J. and Huster, C., polymers 11 (2019) 878

[2] Hoffmann, K.H. and Prehl, J., Reac. Kinet. Mech. Cat. 123
(2018) 367-383; Huster, C., Nagel, K., Spange, S., and Prehl, J.,
Chem. Phys. Lett. 713 (2018) 145-148

CPP 9.8 Mon 17:00 H39
A cosolvent surfactant mechanism affects polymer collapse
in miscible good solvents — eSwaMmiNaTH Buarabpwasl, Di-
vya Navarb2, Camrr Darcicpir!, and Nico vaN DER VEGT! —
ITechnische Universitit Darmstadt, Germany — 2IIT Delhi, India

The coil-globule transitions of aqueous polymers are of profound sig-
nificance in understanding the structure and function of responsive
soft matter. In particular, the remarkable effect of amphiphilic cosol-
vents (which preferentially adsorb on the polymer surface) that leads
to both swelling and collapse of stimuli responsive polymers is still
hotly debated in the literature [1]. The predominant focus has been on
the attractive polymer-(co)solvent interactions and the role of solvent-
excluded volume interactions has been largely neglected. The solvent-
excluded volume contribution to the solvation free energy corresponds
to the formation of a repulsive polymer-solvent interface.

Using MD simulations, we herein demonstrate that alcohols reduce
the free energy cost of creating a repulsive polymer-solvent interface via
a surfactant-like mechanism which surprisingly drives polymer collapse
at low alcohol concentrations. This hitherto neglected role of interfacial
solvation thermodynamics is common to all coil-globule transitions [2],
and rationalizes the experimentally observed effects of higher alcohols
and polymer molecular weight on the coil-to-globule transition of ther-
moresponsive polymers [2]. This mechanism is generic and applicable
to other solutions containing amphiphilic cosolvents or cosolutes.

References: [1] S. Bharadwaj et al., Soft Matter, 2022, 18, 2884. (2]
S. Bharadwaj et al., Commun. Chem., 2020, 3, 165.

CPP 9.9 Mon 17:15 H39
Water transport in soft nanoporous materials: Impact of
mechanical response on dynamics, slippage and perme-
ance — ®ALEXANDER ScHLAICHD2, MATTHIEU VANDAMME®, MARIE
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2 1

PLAZANET?, and BEnoIT COASNE Stuttgart Center for Simu-
lation Science (SC SimTech), University of Stuttgart, Germany —
2Univ. Grenoble Alpes, CNRS, LIPhy, 38000 Grenoble, France —
3Navier, Ecole des Ponts, Univ. Gustave Eiffel, CNRS, Marne-la-
Vallee, France

Transport of water in soft porous materials is relevant to applications
such as ultrafiltration and reverse osmosis processes, where polymeric
membranes are employed in filtration/separation, or energy related
processes. While water transport in hard porous materials such as
porous silica glasses is well studied, the situation in soft matter is
much more puzzling and remains unclear due to the combination of
surface heterogeneity, the diffuse boundary location and pore defor-
mations due to mechanical stresses.

In this work we study water in chemically realistic hydrophobic pores
at different thermodynamic and mechanical conditions using atomistic
molecular dynamics simulations. In detail, we analyze pore swelling,
adsorption and confinement effects as well as microscopic diffusion
mechanisms and transport effects due to pore size fluctuations. Strik-
ingly, we find that hydrodynamic continuum models remain valid for
planar flow of water even in monolayer confinement in soft pores.

CPP 9.10 Mon 17:30 H39

Solvation structure of polymer cathodes for Li/S batteries

— eDIpTESH GAYEN!, YANNIK SCHUETZEZ, SEBASTIEN GROH!, and
Joacuim DzusieLLal — lInstitute of Physik, University of Freiburg,
Freiburg, Germany — 2Helmholtz Zentrum Berlin, Berlin

Lithium-sulfur (Li/S) batteries are regarded as one of the most promis-
ing next-generation energy storage devices. Meanwhile, some chal-
lenges inherent to Li/S batteries remain to be solved, for instance, the
polysulfide shuttle effect and the volume expansion of the cathode dur-
ing discharge. To suppress the above-mentioned drawbacks, polymeric
cathodes, e.g., based on poly(4-(thiophen-3-yl) benzenethiol) (PTBT)
are considered sulfur host material (S/PTBT). Here, we use molecu-
lar dynamics (MD) computer simulations to study the structure and
dynamics of a single PTBT chain at 300 K in different concentrations
and compositions of dimethoxyethane (DME) and dioxolane (DOL)
solvents. The force-field parameters for this polymer were constructed
based on the OPLS database, with missing parameters newly devel-
oped by us by benchmarking to density-functional theory calculations.
We report results on polymer conformational behavior, solvent-specific
adsorption, and thermodynamic properties such as the partial molar
volume. Our results show that DOL is more absorbed at the PTBT
compare to DME. We find no significant effect of the solvent on the
structure factor of the polymer. Our simulation model enables future
systematic studies of PTBT in various solvent mixtures, in particular
electrolytes, for the optimizations of modern Li/S batteries.

CPP 10: 2D Materials 2 (joint session HL/CPP/DS)

Time: Monday 15:00-18:30

CPP 10.1 Mon 15:00 H36
On-demand light emission from helium ion induced defects
in atomically thin WSy — eNina PETTINGER, ANA MICEVIC,
ALEXANDER HOTGER, CHRISTOPH KASTL, and ALEXANDER HOLLEIT-
NER — TU Munich, Germany

Optically active defects created with a helium ion microscope (HIM)
propose the possibility for structuring and tailoring quantum emitters
on an atomistic scale [1]. We introduce the generation of positioned
defects in encapsulated monolayer WSy with a HIM. The HIM induced
defects exhibit sharp photoluminescence emission in the energy range
of 1.55 to 1.79¢€V.

[1] J. Klein and L. Sigl et al., ACS Photonics 8, 669 (2021).

CPP 10.2 Mon 15:15 H36
Concept of an all-optical THz near-field microscope for flakes
of 2D materials — e AuHMAD-REzA ETEMADI, SEBASTIAN MATSCHY,
AHANA BHATTACHARYA, and MARTIN MITTENDORFF — Department
of physics, University of Duisburg-Essen, 47057 Duisburg, Germany

While THz spectroscopy is an excellent tool to investigate the free
charge carriers in many semiconducting materials, the long-wavelength
is an inherent feature linked to a large spot size in the millimeter range,
and thus large samples are required. Small flakes of two-dimensional
materials exfoliated from bulk crystals are usually much smaller than
the spot size of a conventional THz spectrometer. The direct detection
of the THz signal in the vicinity of the flake gains the phase and am-
plitude information with a higher spatial resolution. This is accessible
by placing the sample directly on top of an electro-optic crystal. Sam-
pling the THz field at the flake position gives access to the complex
conductivity and thus the carrier density as well as the carrier mobil-
ity. A frequency-doubled fiber laser with a pulse duration of about 80
fs at 780 nm is exploited to generate and sample the THz field. GaSe,
and ZnTe are employed as electro-optic crystals. Here we present the
current state of the near-field microscope and the first measurements
of the spatial resolution. The experimental results are accompanied
by rigorous modeling of the THz propagation within the electro-optic
crystal.

CPP 10.3 Mon 15:30 H36
Ab initio description of valley-selective circular dichroism —
eMAXIMILIAN ScHEBEK', YmMING Pan2?, CeciLia Vonal, CLAUDIA
Draxi!, and FaBio Caruso? — !Institut fiir Physik and IRIS Adler-
shof, Humboldt-Universitat zu Berlin, Berlin, Germany — 2Institut fir
Theoretische Physik und Astrophysik, Christian-Albrechts-Universitét
zu Kiel, Kiel, Germany

By enabling control of valley degrees of freedom, valley-selective circu-
lar dichroism (VSCD) has become a key concept in valleytronics. In
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Location: H36

this work, we present an ab initio many-body theory of VSCD based
on the Bethe-Salpeter equation. Our approach provides a new route to
accurately predict the degree of valley polarization upon absorption of
circularly polarized light. With the example of monolayer transition-
metal dichalcogenides, we further show that valley excitons - bound
electron-hole pairs formed at either the K or K valley upon absorption
of circularly-polarized light - are chiral quasiparticles characterized by
a finite orbital angular momentum (OAM). Beside governing the in-
teraction with circularly polarized light, the OAM results in a finite
magnetization of excitons, which in turn provides a route for the inter-
action of excitons with external magnetic fields and other spin-orbital
degrees of freedom.

CPP 10.4 Mon 15:45 H36
Dark and bright exciton dynamics probed by time-resolved
photoluminescence in hBN-encapsulated MoWSez mono-
layers — oJULIAN ScHROER!3, JoanNa KUTROwsKA-GIRZYCKAZ,
Leszexk BryiaZ?, JoanNa Japczak?, and JorGg DeBUs! — 1TU Dort-
mund, Experimentelle Physik 2, AG Debus — 2Wroclaw University
of Science and Technology, Department of Experimental Physics —
3Universitét Rostock, Institut fir Physik, AG Korn: Zweidimension-
ale Kristalle und Heterostrukturen

Semiconducting monolayers of ternary MoWSes alloys combine the
unique properties of the binary transition metal dichalcogenide
(TMDC) materials MoSez and WSez. The alloying leads to, for exam-
ple, brightening of the momentum- and spin-forbidden dark exciton
states. Detailed studies on the dynamics of these brightened dark
states are missing. We report on the exciton and trion formation lying
in the 1-3 ps range, while the decay time approaches hundreds pi-
coseconds. Additionally, strong dependences on the temperature and
exciting laser light polarization are observed. In time-resolved and sta-
tionary photoluminescence measurements, we reveal the impact of the
crystal disorder potential on the exciton properties. The polarization
dynamics of the exciton and trion photoluminescence indicate possi-
ble contributions from chiral phonons as well as electrons and holes
from different valleys of the Brillouin zone. Our work is a further step
towards a deeper understanding of the dynamics of dark excitons in
TMDC materials.

15 min. break

CPP 10.5 Mon 16:15 H36

Signatures of a degenerate many-body state of interlayer exci-

tons in a van der Waals heterostack — eJoHANNES FIGUEIREDO!,

Lukas SicL!, FLoriAN SicGer!, Jonas KiemLE!, Mirco TROUE!,

UrsuLA WURSTBAUER?, and ALEXANDER HOLLEITNER! — 1Walter-
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Schottky-Institut, Technical University of Munich — 2Institute of
Physics, Westfélische Wilhelms-Universitédt Miinster

In atomistic van der Waals heterostacks of transition metal dichalco-
genides, the reduced dimensionality and changing dielectric environe-
ment leads to the formation of stronlgy bound excitons. Optically
generated interlayer excitons exhibit an additional spatial separation
of the electron-hole pair with a reduced overlap of the electrons’ and
holes” wave-functions, evidenced through their long lifetimes. These
long-lived, photogenerated composite bosons yield several signatures of
a quantum degenerate many-body system at cryogenic temperatures.
The emergence of this state is in accordance with theoretical predic-
tions of a critical condensation temperature above 10K. We present
new insights into the phase-diagram of such interlayer exciton ensem-
bles. [1]

[1] L. Sigl et al., Phys. Rev. Research 2, 042044(R) (2020)

CPP 10.6 Mon 16:30 H36

exciton species in highly doped WS monolayers — paviD
TIEDE, ®HOSSEIN OSTOVAR, HENDRIK LAMBERS, NIHIT SAIGAL, and UR-
SULA WURSTBAUER — Institute of Physics, University of Miinster,

Miinster, Germany

Semiconducting two-dimensional transition metal dichalcogenides such
as WSy excel due to their exciton dominated light-matter interaction
even at room temperature (RT) that is highly tunable by external stim-
uli such as doping, light excitation, dielectric environment, or strain
[1]. In this work, an optimized field effect structure utilizing a polymer
electrolyte top gate electrode is employed to study the evolution of the
optical response in monolayer WS> at RT in dependence of doping by
means of photoluminescence and spectroscopic imaging ellipsometry
measurements. The huge geometrical gate capacitance enables capaci-
tance spectroscopy of the conduction band as well as valence band edge
yielding a gap energy of 2.6eV in agreement with the determination
from the exciton Rydberg series. The gate allows the injection of large
electron and hole densities exceeding 10 cm~2, sufficient to enable
the exciton Mott transition. The obtained doping dependent emission
and absorption spectra also facilitate the identification of phonon acti-
vated, neutral and charged exciton species as well as dressed excitons
in a fermi sea. We acknowledge financial support via DFG WU 637/7-
1 and SPP2244. [1] U. Wurstbauer et al. J. Phys. D: Appl. Phys. 50,
173001 (2017).

CPP 10.7 Mon 16:45 H36
Pump probe signatures of interlayer excitons in TMDC het-
erostructures — eHENRY MITTENZWEY, MANUEL KATZER, AN-
DREAS KNORR, and MALTE SELIG — Institut fiir Theoretische Physik,
Nichtlineare Optik und Quantenelektronik, Technische Universitat
Berlin, Hardenbergstr. 36, 10623 Berlin, Germany

TMDC heterobilayers are promising candidates for novel optoelec-
tronic applications, since they exhibit long-lived excitonic states with
spatially separated electrons and holes located in different layers. The
relaxation dynamics of these interlayer excitons and their interplay
with intralayer excitons are still under investigation.

Here, we present a microscopic description for the phonon and tun-
neling induced formation and relaxation of intra- and interlayer exci-
tons in a MoSez /WSes stack. Based on the microscopic dynamics we
calculate the pump probe signal for intra- and interlayer transition and
their population dynamics including hot exciton bottleneck effects.

CPP 10.8 Mon 17:00 H36
Angle- and polarization-resolved luminescence from sus-
pended and hBN encapsulated MoSez monolayers
eBo Han!, SveEn StrpHAN', Josnua J.P. THOMPSONZ?, MAaR-
TIN EsManN!, CarLos ANTON-Soranas!, HaNcyonNc SHAN!,
SAMUEL BrEMS3, CHRisTOPH LIENAU!, KENJI WATANABE?, TAKASHI
TanicucHI?, MARTIN SiLies!, ErRMIN MarLic®3, and CHRISTIAN
ScHNEIDER! — 1Carl von Ossietzky Universitit, Oldenburg, Germany.
— 2Philipps Universitit, Marburg, Germany. — 3Chalmers Univer-
sity of Technology, Gothenburg, Sweden. — *National Institute for

Materials Science, Tsukuba, Japan.

We apply combined angle- and polarization-resolved spectroscopy to
explore the interplay of excitonic physics and phenomena arising from
the commonly utilized encapsulation on the optical properties of atom-
ically thin transition metal dichalcogenides. In our study, we probe
MoSe2 monolayers which are prepared in both a suspended and an
encapsulated manner. We show that the hBN encapsulation signifi-
cantly enhances the linear polarization of exciton PL at large emission
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angles. This degree of linear polarization of excitons can increase up
to 17 % in the hBN encapsulated samples. As confirmed by finite-
difference time-domain simulations, it can be directly connected to the
optical anisotropy of the hBN layers. In comparison, the linear polar-
ization at finite exciton momenta is significantly reduced in suspended
MoSez monolayer, and only becomes notable at cryogenic conditions.
This phenomenon strongly suggest that the effect is rooted in the k-
dependent anisotropic exchange coupling inherent in 2D excitons.

15 min. break

CPP 10.9 Mon 17:30 H36
Photonic and Phononic Couplings in Hybrid High-
Q Nanocavities with Encapsulated MoS2 Monolayer —

oCHENJIANG QIAN!, VIviaNa ViLLAFANE!, PEDRO SOUBELET!,

ALEXANDER HOTGER!, Takasur TanicucHi?, KENJT WATANABEZ,
NaTHAN WiLsoN!, ANDREAS STIER!, ALEXANDER HoLLEITNER!, and
JonaTHAN FINLEY! — 1Walter Schottky Institut and Physik Depart-
ment, Am Coulombwall 4, 85748 Garching, Germany — 2National

Institute for Materials Science, 1-1 Namiki, Tsukuba 305-0044, Japan

Monolayer TMDs are ideal active materials for solid-state cCQED. How-
ever, the direct cou-pling of TMDs to 0D nanocavities whilst preserving
pristine excitonic properties and large cavi-ty-TMD overlap remains a
challenge. Most commonly, non-encapsulated TMDs are stacked on
top of prefabricated photonic structures using pick-and-place assem-
bly. In this case, environ-mental disorders strongly perturb the exci-
tonic properties. Whilst disorder can be mitigated by full hBN encap-
sulation, this approach moves the TMD away from the cavity field,
thereby, trad-ing spatial coupling for homogeneous linewidth. Here,
we integrate hBN/MoS2/hBN heterostruc-tures to Si3N4 nanobeams
as hybrid nanocavities. Our approach solves the trade-off problem by
making the unpatterned heterostructure a functional part of the cav-
ity field. Therefore, the pris-tine excitonic quality, high cavity mode
Q-factor > 10000, and the strong cavity-MoS2 overlap are achieved
simultaneously. We study the coupling of MoS2 excitons to the cavity
optical and vibrational modes using PL and Raman spectroscopy, and
novel coupling phenomena are ob-served based.

CPP 10.10 Mon 17:45 H36
Terahertz free carrier absorption to modulate the optical
properties of nanometer-thick van der Waals semiconduc-
tors — eTommaso VENANzib2, MALTE SELIGS, ALEXEJ PASHKIN?,
STEPHAN WINNERL?, MANUEL KaTzer®, HimMANI ARORAZ, AR-
TUR ERBE2, AMALIA PaTtane?, ZaxkHar R. KUDRyNskyr?, Za-
KHAR D. KovaLyUk®, LEONETTA BALDASSARRE!, ANDREAS KNORR?,
MaNFrReD HeLMm?, and HARALD ScHNEIDER? — !Sapienza Univer-
sity of Rome, 00185 Rome, Italy — 2Helmholtz-Zentrum Dresden-
Rossendorf, 01328 Dresden, Germany — 3Technical University Berlin,
10623 Berlin, Germany — “4University of Nottingham, Nottingham
NG7 2RD, UK — 5The National Academy of Sciences of Ukraine,
58001 Chernivtsi, Ukraine

Free carriers in doped semiconductors absorb terahertz radiation when
the frequency of the electromagnetic field is lower or comparable to
the plasma frequency of the system. This phenomenon can be used
to manipulate the optical response of the material. We present here
the results of two different experiments performed at the infrared free-
electron laser FELBE on atomically-thin van der Waals semiconduc-
tors. In MoSe2 monolayers, we observe a terahertz-induced redshift
of the trion resonance. Terahertz absorption induces an average high
momentum to the carriers and this momentum gets transferred during
the trion formation, resulting in a net redshift in the absorption. In
few-layer InSe, the terahertz pulses induce a transient quenching of the
photoluminescence emission. In both cases, a microscopic study of the
hot carrier distribution cooling is also presented.

CPP 10.11 Mon 18:00 H36
Theory of Exciton-Phonon Interaction for Stationary State
Experiments in Atomically Thin Semiconductors — eMANUEL
Karzer, ANDREAS KNORR, and MALTE SELIG — Nichtlineare Optik
und Quantenelektronik, Technische Universitit Berlin, Hardenbergstr.
36, 10623 Berlin, Germany

Atomically thin semiconductors exhibit tightly bound electron hole
pairs which stimulated exciton research in recent years [1]. While typ-
ical experimental techniques include the cw excitation of the material,
only few is known theoretically about the related exciton dynamics and
the formation of non-equilibrium steady states. Based on excitonic
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Boltzmann scattering equations, we demonstrate that the formation
of such stationary states is also accompanied with the formation of
phonon replica in the photoluminescence excitation spectrum [2], in
agreement with available experiments [3]. So far, many studies fo-
cused on the understanding of exciton dynamics in the limit of weak
excitation. Above this limit, we find both bosonic but also fermionic
contributions to the thermalization, due to the co-bosonic nature of
excitons. Based on a Heisenberg equation of motion ansatz [4], we
discuss the first order of non-linear exciton-phonon interaction exceed-
ing the classical Boltzmann scattering limit, in order to analyze the
exciton thermalization at elevated excitation densities.

[1] Wang et al. RMP, 90, 021001 (2018). [2] Selig et al.
arXiv:2201.03362 (2022). [3] Chow et al., Nano lett. 17, 1194 (2017);
Shree et al. PRB 98, 035302 (2018). [4] Selig et al. PRR, 1, 022007
(2019); Katsch et al., PRL 124 25 257402 (2020).

CPP 10.12 Mon 18:15 H36

Ultrafast control of spins in transition metal dichalcogenides

— eABHUEET KuMmAR!, DENIs Yacopkin!, Doucras J. Bock!,

NELE STETZUHN!'2, SviaTosLav KovaLcHUK!, ALEXEY MELNIKOVS,

PETER ELLIOTT2, SANGEETA SHARMAZ, CORNELIUS GAHL!, and KIr-

iLL I. BoroTin! — Department of Physics, Freie Universitét Berlin,

14195 Berlin, Germany — 2Max-Born-Institut fiir Nichtlineare Optik
und Kurzzeitspektroskopie, Max-Born Strafe 2a, 12489 Berlin, Ger-
many — 3Institute for Physics, Martin Luther University Halle, 06120
Halle, Germany

Control and manipulation of the coupled spin/valley degrees of free-
dom in transition metal dichalcogenides (TMDs) are essential for their
applications in spin/valleytronics. Here, we achieve ultrafast control of
spins in TMDs via two distinct approaches, namely, proximity-coupling
to another TMD and strain. First, we use a type-II heterostructure
MoS2— MoSes to enable directional optical pumping of spin-polarized
carriers. We find that the photoexcited carriers conserve their spin for
both tunneling directions across the interface. We observe dramatic
differences in the spin/valley depolarization rates for electrons and
holes, 30 and <1 ms~1, respectively, which relates to the disparity in
the spin-orbit splitting in conduction and valence bands of TMDs. Sec-
ond, by applying biaxial strain (exceeding 2%) in monolayer W Ses,
we evidence the hybridization of the conduction bands with the in-gap
localized defects that brightens the lowest-lying dark excitons. This
novel hybrid state exhibits unique spin/valley signatures which are
strongly manipulated on picosecond-timescale by strain and doping.

CPP 11: 2D Materials 3 (joint session CPP/DS)

Time: Monday 17:15-17:45

CPP 11.1 Mon 17:15 H38
On the electronic pi-system of 2D covalent organic frame-
works — eKoNRAD MERKEL, JOHANNES GREINER, and FRANK ORT-
MANN — TU Miinchen

We investigate a family of 2D hexagonal covalent organic frameworks
(COFs) with different linker monomers regarding their electronic struc-
ture and pi-conjugation. Molecular orbitals can be obtained from max-
imally localized Wannier functions and turn out to be sigma- and pi-
like orbitals forming distinct sigma- and pi-bands, respectively. The
Wannier description enables a detailed analysis of the topology, effec-
tive coupling and delocalization of the entire pi-system. We identify
conjugated states that are delocalized across multiple building blocks
of the COF and show their robustness against perturbations like out-of-
plane rotations of molecular fragments and different strength of Ander-
son disorder. Furthermore, we apply the nucleus-independent chemical
shift (NICS), which is an established measure of aromaticity. All re-
sults are compared for different types of linker units with different
degrees of pi-conjugation.

CPP 11.2 Mon 17:30 H38

Location: H38

Permeation of gases through molecularly thin carbon
nanomembranes — oVLADISLAV STRoGaNov!, DanieL HUcer!,
TaBata NOoTHEL!, CHRIsTOF NEUMANN!, UWE HUBNERZ, MICHAEL
StrEINERT!, Monika Kruk3, Prorr CycanNik®, and ANDREY
TurcHANIN' — !Friedrich-Schiller University Jena, Jena, Germany
— 2Leibniz Institute of Photonic Technology, Jena, Germany —

3 Jagiellonian University, Krakéw, Poland

1

Atomically thin carbon nanomembranes (CNMs) are promising can-
didates for next generation filtration and gas separation technologies.
However, the gas permeation mechanism through CNMs is not fully
understood yet. To improve this knowledge, we investigated perme-
ation of helium, deuterium, water vapor and other gases through a
series of CNMs under different conditions. The CNMs were synthe-
sized from biphenyl substituted carboxylic acids on silver substrate
CeHs —CgHy — (CH2)pn — COO|Ag, with different lengths of aliphatic
linker n = 2 - 6. A CNM based on terphenyl thiol (TPT) was used as a
well-known reference system. We demonstrated that even the smallest
variation in the structure of the molecular precursor lead to significant
change of the permeation properties.

CPP 12: Poster 1

Active Matter (12.1-12.2), Biopolymers, Biomaterials and Bioinspired Functional Materials (12.3-12.9),
Charged Soft Matter, Polyelectrolytes and Ionic Liquids (12.10-12.15), Complex Fluids and Colloids,
Micelles and Vesicles (12.16-12.19), Emerging Topics in Chemical and Polymer Physics, New Instru-
ments and Methods (12.20-12.22), Modeling and Simulation of Soft Matter (12.23-12.28), Responsive
and Adaptive Systems (12.29-12.35), Wetting, Fluidics and Liquids at Interfaces and Surfaces (12.36-
12.39), Electrical, Dielectrical and Optical Properties of Thin Films (12.40-12.41), Hybrid and Perovskite
Photovoltaics (12.42-12.54), Molecular Electronics and Excited State Properties (12.55-12.58), Organic

Electronics and Photovoltaics (12.59-12.80)
Time: Monday 18:00-20:00

CPP 12.1 Mon 18:00 P1
Janus particles: Challenges in the preparation process and
analysis of their thermophoretic self-propulsion — eFRANzZISKA
JakoB and REGINE voN KLITZING — Institute for Condensed Matter
Physics, Technische Universitat Darmstadt, D-64289 Darmstadt

Active colloidal particles with different functionalities at their opposite
sides are named Janus particles - motivated by the Roman mytholog-
ical god. One possible propulsion mechanism is thermophoretic self-
propulsion. When laser light (A = 532 nm) illuminates a gold-capped
particle, a local temperature gradient is generated along the particle
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Location: P1

surface due to surface plasmon excitation of the gold cap. This gra-
dient perturbs the equilibrium conditions of the surrounding medium
and finally leads to particle self-propulsion.

This contribution focuses on various preparation processes of self-
thermophoretic gold-polystyrene (Au-PS) microswimmers. The influ-
ence of the preparation technique on the gold cap size and the re-
sulting self-thermophoretic behavior of the Janus particle will be pre-
sented. For this purpose, Janus particles are prepared either by metal
sputtering, thermal evaporation, or by a combination of gel trapping
technique and metal sputtering. With scanning electron microscopy
(SEM) and energy-dispersive X-ray spectroscopy (EDX), the dimen-
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sion of the gold cap was investigated. Dark-field microscopy (DFM)
combined with a LabView program enables real-time tracking of the
Janus particles. The study shows that the preparation method strongly
affects the gold cap size of the Janus particles and thus influences their
self-thermophoretic velocity.

CPP 12.2 Mon 18:00 P1
Modeling Chemotaxis and Cross-Diffusion using MD and
cDFT — ePuiLipP STARK — SC Simtech, Uni Stuttgart, Germany

Multiple experimental studies have observed diffusion of certain par-
ticle types—such as catalysts—along concentration gradients of other
species. Using stochastic, coarse grained reaction dynamics in MD
simulations, we present simplified models for this behavior. Further-
more, we present a classical Density Functional Theory which provides
a simple model for cross-diffusion on a broader class of particle types.

CPP 12.3 Mon 18:00 P1
Cellulose-based programmable, robust, and healable actua-
tors for smart packaging devices — eQiNc CHEN!, BENEDIKT
Socuor!, ANDREI CHUMOKOV!, MARIE BETKERD2, NiLs ULricu®4,
Maria E. TomiL-Morares?, KorRNELIYA GORDEYEVAZ, DANIEL
SODERBERG?, VOLKER KORSTGENS®?, MATTHIAS SCHWARTZKOPF!,
PETER MULLER-BuscuBauM®, and STepHaN Rorul2 — 1DESY,
22607 Hamburg, Germany — 2KTH, 10044 Stockholm, Sweden —
3GSI Helmholtz Center, 64291, Darmstadt, Germany — 4TU Darm-
stadt, 64287 Darmstadt, Germany — °TU Munich, 85748 Garching,
Germany

Programmable actuators are promising candidates for smart devices.
Herein, we fabricated a cellulose-based actuator with polyvinyl alco-
hol (PVA) and polystyrene sulfonate (PSS) as reinforcement. Driven
by moisture, the actuators bend in programmable directions when we
cut the films at different oblique angle with respect to its radial axis.
Furthermore, the actuator shows an exceptional elongation-at-break
of 77%. Ultra-Small-Angle X-ray Scattering and scanning electron
microscopy examination at the necking region of the film yields the
formation of cavities with an average width of 75 nm. They decrease
to 16.5 nm with an elevating relative humidity (RH) from 0 to 100%
and remains constant when the RH decreases from 100% to 0%. The
programmable, robust, and healing ability of the actuator suggests its
potential as smart packaging devices.

CPP 12.4 Mon 18:00 P1
A Raman spectroscopic study of the pyrolysis of lactose and
tannins — eSimMoN BrenM, CaMELIU HiMciNscHI, JaAkoB KRaus,
and JENs Kortus — TU Bergakademie Freiberg, Germany

Lactose and tannin are naturally occurring and eco-friendly alterna-
tives to commonly used binders for carbon-bonded alumina filters that
are applied in steel melt filtration. A contribution to understand the
production process of these filters is the investigation of the pyrolysis
process of the binders. In this work, lactose and different tannins were
investigated by n situ and ez situ Raman spectroscopy. The transfor-
mation of the tannin and lactose molecules to a system of amorphous
carbon and at even higher temperatures to nanocrystalline graphite
could be observed in the Raman spectra. In addition, intermediate
pyrolysis products of the investigated tannins as well as their pyrolysis
temperatures could be determined.

CPP 12.5 Mon 18:00 P1
F-Actin photocleavage as an artificial secondary nucleation
model — eSTEPHAN Sypow, ToBias THALHEIM, JORG SCHNAUSS,
and Frank CicHos — Peter Debye Institute for Soft Matter Physics,
Universitat Leipzig, Leipzig, Germany.

The aggregation of soluble proteins into highly ordered, insoluble amy-
loid fibrils is characteristic for a range of neurodegenerative disorders,
like Alzheimer’s or Parkinson’s disease. The kinetics in the formation
of amyloid fibrils are governed by multiple aggregation mechanisms,
which are present simultaneously. One of these being the unspecific
spontaneous breaking of Amyloid fibrils, whose cause, rate and break
size distribution are still unknown, due to them being hidden in en-
semble measurements.

We employ an artificial model system with a controllable fragmen-
tation rate to compare it with current amyloid kinetic models, all as-
suming a homogeneous break size distribution. Fluorescence labelled
Actin filaments exhibit photocleavage. By laser illumination of single,
homogeneously labelled filaments in solution, we are able to control
the breakage rate. The length and position of filaments and fragments
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are imaged over time by fluorescence microscopy.

We show, that Actin filaments exhibit a homogeneous break size
distribution, verifying our artificial model system. Additionally, the
fragment size distribution is independent of the intensity dependent,
induced cleavage rate, thus it enables the direct comparison to current
amyloid models.

CPP 12.6 Mon 18:00 P1
Mapping nanomechanics and energy dissipation of collagen
fibrils in tendon — eMARTIN DEHNERT, PAUL ZECH, MARIO ZER-
soN, and ROBERT MAGERLE — Fakultdt fiir Naturwissenschaften,
Technische Universitat Chemnitz, Germany

We study the nanomechanical properties of hydrated collagen fibrils
with AFM-based nanoindentation measurements. Force-distance (FD)
data measured with tip velocities < 1 um/s display a rate-independent
hysteresis with return point memory depending on only one return
point. With different indentation protocols, we show that stress relax-
ation and creep do not influence the time evolution of the FD data.
The main cause of hysteresis is the elastoplastic deformation of col-
lagen fibrils above the glass transition. We explore the variations of
these nanomechanical properties in sets of unfixed hydrated collagen
fibrils isolated from native chicken Achilles tendon and compare them
with collagen fibrils embedded in the natural tendon. AFM imaging
in the air with controlled humidity preserves the tissue’s native water
content and allows for high-resolution imaging and nanoindentation
measurements. This sheds new light on the role of interfibrillar bonds,
the mechanical properties of the interfibrillar matrix, and the biome-
chanics of native tendon.

CPP 12.7 Mon 18:00 P1
Hydrogel-based electrodes for brain wave detection — e GOKAY
ErbiL!, HsiN-YIN Cuiang?, VoLker KOrsTcens!, and PETER
MULLER-BuscuBauM! — 1TU Miinchen, Physik-Department, LS
Funktionelle Materialien, 85748 Garching — 2Cephalgo, 75014 Stras-

bourg, France

Electroencephalography (EEG) as method for detecting brain waves is
gaining importance for medical applications, since it can non-invasively
provide information. Currently, both wet electrodes and dry electrodes
are in use for clinical and commercial applications. With both con-
cepts, one has to deal with certain challenges. Dry electrodes often
show motion artifacts due to changes in contact and pressure applied
between skin and electrode altering the signal quality. For wet elec-
trodes on the other hand, a decrease in signal quality is usually ob-
served with long term signal acquisitions. In this work, mussel inspired
hydrogels are presented to address these challenges. The hydrogel elec-
trodes containing tannic acid and silver nanoparticles are optimized in
terms of high conductivity and adhesive properties. The elevation of
brain waves collected with a headset comprised of hydrogel electrodes
is demonstrated in an EEG setup for long term analysis.

CPP 12.8 Mon 18:00 P1
Spin-Based Quantum Sensing with Endohedral Fullerenes —
eMarco SoMMER!, Don-SuENG Guo', ANDREAS HENNIG!, JOHANN
P. Krare!, and WorLrcanc HARNEIT? — !Universitiat Osnabriick,
Osnabriick, Deutschland — 2Nankai University, Tianjin, China

The endohedral fullerene NQCgp in an inhomogeneous environment
is investigated with the goal to establish the NQCgg with its out-
standing spin properties as a spin label for coupling experiments in
biological systems at room temperature. To reveal the preservation
of these spin features, the NQCg( is transferred into Triton X-100
micelles, a deep cavitand calixarene (SAC4A) as well as the cavity
formed by two y-cyclodextrins building a non-covalently bonded guest-
host complex. The spectroscopic tools are based primarily on contin-
uous wave (cw) and pulsed electron paramagnetic resonance (EPR)
techniques, in addition to absorption measurements in the ultraviolet-
visible light (UV/vis) range and molecular modelling with molecular
dynamic (MD) simulation of the complexes. The resulting spin prop-
erties are examined with cw and pulsed EPR spectroscopy. The com-
putational modelling and MD simulations of the complexes in com-
bination with UV /vis spectroscopy serves for the unravelling of the
arrangement. Initial experiments show a successful transfer of the
highly hydrophobic N@QCgp into the aqueous phase. The resulting
spin-spin relaxation time Tg strongly depends on the the NQCgg’s
encapsulation system. Inhomogeneous environments (Triton X-100)
decrease the transverse relaxation time whereas a symmetric system
(y-cyclodextrin) provides an increase in Ta.
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CPP 12.9 Mon 18:00 P1
Studying the nanomechanical properties of functional organic
and biologic macromolecules — ILka M. HermEs!, ANDREA
CERRATAZ, VLADIMIR KoroLkov?, and e ALEXANDER KLASEN? —
1Leibniz-Institut fiir Polymerforschung Dresden e.V., Dresden, Ger-
many — 2Park Systems Europe GmbH, Mannheim, Germany

As the functionality of organic and biologic macromolecules is often
determined by their nanomechanical properties, visualizing the dis-
tribution of mechanical properties on the nanoscale provides crucial
insights for soft matter research. [1,2] Here, we present a study on
structural and nanomechanical properties of functional organic and
biologic macromolecules in different environments as well as under ex-
ternal stimuli, such as temperature, ion concentration and pH. Force-
distance measurements with atomic force microscopy (AFM) resolve
adhesion and elasticity by pressing a nanometer-sized tip on the end
of a cantilever onto the surface. However, the correlation of me-
chanical data from force-distance measurements to the local sam-
ple morphology additionally requires topographic sample information.
PinPointTM nanomechanical imaging simultaneously acquires topo-
graphic and force-distance data within short amounts of time and
is therefore ideally suited to investigate organic and biologic macro-
molecules.

1. S. Perni et al., Langmuir 32, 7965-7974 (2016).

2. E. E. Bastounis et al., Mol. Biol. Cell 29, 1571-1589 (2018).

CPP 12.10 Mon 18:00 P1
Huge pKa-Shifts in Weak Polyelectrolyte Brushes Explained
by Coarse-Grained Simulations — eDavip Brver!, CHRIs-
T1aN Horm!, and PeETER Kosovan? — lInstitute for Computa-
tional Physics, University of Stuttgart, D-70569 Stuttgart, Germany
— 2Department of Physical and Macromolecular Chemistry, Charles

University, Prague, Czechia

Following recent experiments, we study the titration behaviour of weak
(pH-responsive) polyelectrolyte brushes at different salt concentrations
using coarse-grained computer simulations. To account for charge reg-
ulation and the exchange of small ions with the bulk solution, we make
use of the Grand-Reaction Monte-Carlo method (G-RxMC). Our sim-
ulations yield ionization curves which strongly deviate from the ideal
result. Furthermore, we observe a strong dependence of the deviation
on the bulk salt concentration, amounting to a shift of approximately
one unit of pH as the salt concentration decreases by one order of
magnitude. We theoretically explain the observed titration behaviour
as a consequence of the Donnan partitioning between the brush and
the bulk solution. To confirm our theoretical explanation we measure
the pH inside the brush, which eliminates the Donnan contribution.
Our results show that the Donnan effect can account for a shift in pH
between the bulk and the brush of more than 4 units in extreme cases.
We finally plot the degree of ionization as a function of the pH inside
the brush, thus eliminating the Donnan contribution. Up to a small
shift due to the electrostatic interactions, the resulting curves almost
coincide with the ideal result, thus confirming our hypothesis.

CPP 12.11 Mon 18:00 P1
Narrow Gap Flow Electrolysis Cells: Atomistic Computer
Simulation of Electric Field Effects on Water/Organic Mix-
tures — e ANAsTASIOS SOURPIS and FRIEDERIKE SCcHMID — Johannes
Gutenberg University, Mainz, Germany

Electrolyte-free electrolysis fuel cells are central to a sustainable future
with clean water. With growing industrial development, for example,
toxic heavy metals, radioactive ions, and inorganic compounds are
increasingly discharged into the environment and our sources of drink-
ing water. In novel cutting-edge developed electrolysis fuel cells [1] the
case of electrolyte-free electrolysis has been observed for mixtures of
water and acetonitrile. These high modular flow cells of electro or-
ganic synthesis are very promising for the production of fine chemicals
and pharmaceutically active agents. The purpose of this study is to
qualitatively and quantitatively evaluate the effect of electric fields on
electrolysis cells. Especially in the case of acetonitrile and water mix-
tures, we have focused on understanding by atomistic simulations the
existence of the electrical conductance and how this can be described
on larger scales.

CPP 12.12 Mon 18:00 P1
Controlling the phase transitions in surfactant-dna complexes
— A.V. RADHAKRISHNAND2, S. MAaDHUKAR!, A. CHOUDHARI',
and eV.A. RacHUNATHAN! — lRaman Research Institute Banga-

lore 560080 India — 2Experimental Physics I, University of Bayreuth,
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Bayreuth 95447 Germany

Surfactant-DNA complexes are a special class of polyelectrolyte com-
plexes where one of the macroions is formed by self assembly. They
have been studied for their interesting electrostatics and potential ap-
plications for gene delivery and photonic applications. The gain in
counter ion entropy is driving the complex formation and there is an
interesting interplay of electrostatics and entropy leading to a rich
phase behavior. The self assembled macroion can be formed either by
a bilayer forming lipid or a micelle forming surfactant. We have studied
the structural transitions in complexes formed by cationic surfactants
such as CTAB, CTAT, DTAB with ds-DNA and constructed phase
diagrams. Using small angle xray scattering and polarizing optical
microscopy and elemental analysis the presence of a various phases,
including a square phase(S), hexagonal phase (H) and a hexagonal
super lattice phase (Hs) are identified. Detailed modeling of these
structures have been carried out based on the electron density maps
to propose the packaging of the macroions in the lattices. Striking
differences in the phase diagrams and various ways of controlling the
structural transitions will be discussed.

CPP 12.13 Mon 18:00 P1
Poly((trifluoromethane)sulfonimide lithium styrene) as
single-ion conducting binder for lithium iron phosphate elec-
trodes in lithium-ion batteries — eFapian A.C. APFELBECK!,
JuLiaN E. HeGer!, TiaNFU GUAN', MATTHIAS SCHWARTZKOPFZ,
StEPHAN V. Rotu?3, and PETER MULLER-Buscuaum!4 — 1TU
Miinchen, Physik- Department, LS Funktionelle Materialien, 85748
Garching — 2DESY, 22607 Hamburg — 3Royal Institute of Technol-

ogy KTH, 100 44 Stockholm — *MLZ, TU Miinchen, 85748 Garching

Lithium-ion batteries turned out as an indispensable energy supplier
in modern society which however suffers from safety concerns due to
the flammability of the liquid electrolyte. Solid polymer electrolytes
(SPEs) represent a safe alternative to conventional electrolytes. Espe-
cially single-ion conducting polymers (SICPs), which have the anion
covalently bonded to the backbone of the polymer and thus a theo-
retical transference number of unity, attracted strong interest in bat-
tery research. For full-cell performance investigation of these battery
cells, the ion-conducting polymer electrolyte is often used as binder in-
stead of the neutral polyvinylidenfluorid (PVDF) in order to enhance
ion conduction in the electrode and decrease the interfacial contact.
Here, lithium iron phosphate (LFP) cathodes with different weight
ratios of PVDF and the SICP poly((trifluoromethane)sulfonimide
lithium styrene) (PSTFSILi) as binders are prepared and analysed with
real (scanning electron microscopy) and reciprocal (grazing-incidence
small/wide angle x-ray scattering) space techniques.

CPP 12.14 Mon 18:00 P1
Influence of Li Salt concentration in poly(propylene carbon-
ate) based solid polymer electrolytes — eTHIEN AN Puam!:2,
RaLpu Giies!, and PETER MOLLER-Buscuaum!'?2 — IMLZ, TU
Miinchen, 85748 Garching — 2TU Miinchen, Physik-Department, LS

Funktionelle Materialien, 85748 Garching

Li metal exhibits a high specific capacity as well as a low discharge
potential that makes it interesting as an anode material for Li ion bat-
teries. But Li dendrite growth remains a major safety in cells with
liquid electrolyte. Solid polymer electrolytes (SPE) show a higher me-
chanical stability in comparison to their liquid counterparts and thus,
can inhibit dendrite growth. In order to achieve even higher energy
densities, high-energy cathode materials such as Ni rich layered tran-
sition metal oxides should be combined with Li metal anodes. How-
ever, the high operation potentials of those cathodes are a challenge
for SPE. Poly(propylene carbonate) (PPC) has an intrinsically high
oxidation voltage exceeding 4.5 V making it suitable for high volt-
age operation. Here, SPE with PPC as polymer host and Lithium
bis(trifluoromethanesulfonyl)imide (LiTFSI) as Li salt are prepared
and the influence of the salt concentration on the SPE properties are
studied with electrochemical impedance spectroscopy and differential
scanning calorimetry. Results have shown that the ionic conductiv-
ity increasing and the glass transition temperature is decreasing with
higher amount of LiTFSI.

CPP 12.15 Mon 18:00 P1
Influence of Solvent and Lithium Salt on the Structure
and Performance of NCM111l Cathode for Lithium Ion
Batteries — eYuxiNn Lianc!, Znuun Xul, Kun Sun!, TiaNru
Guan!, FaBiaN ApFELBECK!, PaN Ding?, and PETER MULLER-
BuscuBaum!'3 — ITU Miinchen, Physik-Department, LS Funk-
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tionelle Materialien, 85748 Garching — 2TU Miinchen, Walter Schot-
tky Institute, Experimental Semiconductor Physics, 85748 Garching
— 3MLZ, TU Miinchen, 85748 Garching

Lithium ion batteries (LIBs) with a wide range of applications have
emerged as the most promising candidate for electrochemical energy
storage due to its higher specific energies, volumetricenergy densities
and power densities. However, lithium dendrite will growth and the
Coulombic efficiency (CE) will decrease with Li plating and stripping.
During past decades, more and more state-of-art materials has been
developed to alleviate the abovementioned problems. Nevertheless,
fundamental research on the component composition and the effect of
additive and solvent on LIBs is still lacking. It is of great value to
get a deep understanding and therefore optimize the fabrication pro-
cess for future studies on the electrode/electrolyte interface of LIBs.
In this project, we select the LiNi0.33Mn 0.33C00.3302 as cathode
material to find out the effect of different solvents and extra lithium
salt (LiTFSI) on the performance of LIBs. The Li/cathode cells were
assembled to observe the battery performance and grazing incidence
wide-angle X- ray scattering (GIWAXS) technique is used to detect
structure change within the cathode before and after cycling.

CPP 12.16 Mon 18:00 P1
Scaling mechanical instabilities in drying micellar droplets
— eJavanT KumMaR DEwaNGAN!, NanpITA Basu?, and MiTHUN
CHowpHURY! — 1Lab of Soft Interfaces, Metallurgical Engineer-
ing and Materials science, IIT Bombay, Mumbai 400076, India —
2Department of Chemistry, II'T Bombay, Mumbai 400076, India

We present unique wrinkling patterns produced by evaporating sessile
micellar aqueous droplets on rigid and soft substrates kept at temper-
atures far above ambient. The wrinkling patterns vary dramatically
depending on the material’s elastic modulus and substrate, the concen-
tration of the micellar solution, and the temperature of the substrate.
Coffee-ring-like morphologies are observed at very low concentration
regimes (CTAB concentration < 0.0364 wt%), devoid of any wrinkling
morphology, regardless of substrate temperature. Droplets deposited
at a temperature above 85°C wrinkle formation begins at the droplet
peripheral zone, radial on the stiff glass annular on soft cross-linked
PDMS substrate, at the high initial concentration regime (CTAB con-
centration > 0.0364 wt%). Radial wrinkles on the glass substrate and
annular wrinkles on the cross-linked PDMS substrate nucleate from
the edges connecting to the deposit’s central region at CTAB concen-
tration > 2.73 wt%. The ratio of the width of the gel-like deposit to
the radius of the droplet scales with surfactant concentration is de-
pendent on the initial equilibrium contact angle of micellar droplets.
Our findings support previous literature on mechanical instabilities of
dried deposits by interdependent scaling relationships between deposit
radius, wavelength of wrinkle, thickness, and elastic modulus.

CPP 12.17 Mon 18:00 P1
A scaled-down double-pass optical beam deflection setup for
the measurement of diffusion and thermodiffusion in liquid
mixtures — MAREIKE HAGER, eRomMAN REH, and WERNER KOH-
LER — Physikalisches Institut, Universitat Bayreuth, Germany

We report about a compact double-pass optical beam deflection (OBD)
setup for measurments on diffusion and thermodiffusion in liquid mix-
tures. A laserbeam transmitted through the sample gets back-reflected
behind the OBD-cell and, thus, traverses the sample volume a sec-
ond time. Applying a vertical temperature gradient to the sample
leads to thermodiffusion and the beam gets deflected by the result-
ing gradient in refractive index due to the gradients in temperature
and concentration. A beamsplitter guides the beam towards a camera,
where the time dependent laserposition is recorded. The signal then
gives information about the diffusion processes. Since the laserbeam
propagates on the same path between the beamsplitter and the cell
before and after getting deflected in the sample and since the double-
transmission geometry allows little distance between cell and camera,
the whole setup could be built very compact. Measurements with dif-
ferent binary mixtures are in good agreement with measurements with
a single-transmission-OBD. We present a matrix formalism to describe
the optical transfer function of the instrument.

CPP 12.18 Mon 18:00 P1
Particle sorting by Marangoni convection in microfluidic
channels — eRomaN REH, Lorenz KieL, DANIEL ZAPFr, and
WERNER KOHLER — Physikalisches Institut, Universitdt Bayreuth,
Germany
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Thermosolutal and thermocapillary Marangoni convection at a liquid-
gas interface in a T-shaped microchannel structure of approximately
100 x 20 pm? cross section creates localized vortices that can be used
for particle trapping, steering, and sorting. Experiments have been
performed with water-ethanol mixtures as carrier liquid and dispersed
micrometer-sized polystyrene beads. Due to collisions with the menis-
cus, particles are displaced from streamlines that approach the in-
terface closer than one particle radius. These streamlines feed liquid
volumes that are entirely cleared of particles. Particle accumulations
structures form inside the vortex, from where only small particles can
escape by diffusion. Since the critical streamline, which separates the
depletion from the accumulation region, depends on the particle ra-
dius, the mechanism can be used for particle sorting by superposition
of a Poiseuille flow and splitting of the flow downstream from the
meniscus. In the simplest case, the initially homogeneous flow is split
into two arms, one where the particles are enriched and one where all
particles are removed from the liquid. The microchannel structures
consist of crosslinked PDMS and the dispersed particles are observed
by video microscopy. Numerical simulations are performed that almost
perfectly match the experimental observations.

CPP 12.19 Mon 18:00 P1
Dynamic Ellipsometric Light Scattering: A Feasibility Study
— oREINHARD SiGEL — Markdorf, Germany

For colloidal particles dispersed in water, ellipsometric light scatter-
ing (ELS) has been established as a means for the characterization
of the particles’ interface layers [1,2]. These layers are important for
the colloidal stabilization. We explore theoretically a combination of
ELS with photon correlation measurements to access the fluctuation
amplitude and dynamics of soft colloidal layers (e.g. in steric stabiliza-
tion). They are connected to mechanical properties of the layers and
are complementary to the structure information of conventional ELS.
The investigation builds on preceding work on Mie scattering by soft
core-shell particles [3], correlation ellipsometry [4], extraction of the co-
herent scattering properties in ELS for polydisperse samples [5,6], and
the detection of incoherent dynamics in the ellipsometry minimum [7].

[1] A. Erbe, K.Tauer, R. Sigel, Phys. Rev. E 73, 031406 (2006)

[2] R. Sigel, Curr. Opin. Colloid Interface Sci. 14, 426-437 (2009).

[3] D. J. Ross, R. Sigel, Phys. Rev. E 85, 056710 (2012)

[4] R. Sigel, Soft Matter 13, 1132-1141 (2017)

[5] R. Sigel, A. Erbe, Appl. Opt. 47, 2161-2170 (2008)

[6] A. Erbe, K. Tauer, R. Sigel, Langmuir 25, 2703-2710 (2009).

[7] A. Erbe, R. Sigel, Phys. Chem. Chem. Phys. 15, 19143-19146
(2013)

CPP 12.20 Mon 18:00 P1
Improved virtual orbitals for charge transfer excitations in
time dependent DFT — eRoLF WURDEMANN! and MICHAEL
WaLTER?3 — 1Freiburger Materialforschungszentrum, Freiburg, Ger-
many — 2Freiburger Zentrum fiir interaktive Werkstoffe und bioin-
spirierte Technologien, Freiburg, Germany — 3Fraunhofer-Institut fiir
Werkstoffmechanik, Freiburg, Germany

Charge transfer excitations (CTE) are of high importance in photo-
voltaics, organic electronics and molecular and organic magnetism.
Range separated funtionals (RSF) can be used to correctly determine
the energetics of CTEs within linear response time dependent density
functional theory (TDDFT).

TDDFT becomes numerically very demanding on grids if hybrid or
RSF are used due to the inclusion of exact exchange derived from
Hartree-Fock theory.

We present an implementation of RSF on real space grids and dis-
cuss a way to circumvent the problem mentioned above by utilizing
Huzinagas improved virtual orbitals (IVOs) that form an improved
basis for this type of calculations. The CTE energetics can obtained
by means of DFT ground-state calculations using IVOs[1].

[1] R. Wiirdemann, M. Walter, J. Chem. Theory Comput. 2018, 14,
7, 3667-3676

CPP 12.21 Mon 18:00 P1
Unravelling Superpositions in GI-XPCS by simultaneous
GT-GI-XPCS on Spincoated Thin Films — eCHRISTOPHER R.
GrevE!, MEIKE KUunn', FaBiaN ELLer!, GUILLAUME FREYCHET?,
ALEXANDER HEXEMERZ2, Lutz WIEGART?, and Eva M. Herzic! —
IDynamik und Strukturbildung - Herzig Group, Universitit Bayreuth,
Universitatsstr. 30, 95447 Bayreuth, Germany — 2CAMERA,
Lawrence Berkeley National Lab Berkeley CA, USA — 3NSLSII,
Brookhaven National Lab, Upton NY, USA
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X-Ray Photon Correlation Spectroscopy (XPCS) is a flexible tool to
quantify dynamics on the nanometer scale in bulk samples and is used
in grazing incidence (GI) geometry for application to thin films. By
measurements in GI geometry distortions to the scattering signal are
introduced, related to refraction and reflection events, known from the
Distorted Wave Born Approximation (DWBA). These reflection and
refraction events lead to superpositions of signal on the detector, re-
sulting in alterations of analyzed quantities. We applied an approach
to quantify the influence of events within the DWBA on decorrela-
tion analysis by measuring grazing incidence transmission (GT) XPCS
and GI-XPCS simultaneously for various thin films. Combining GI-
GT-XPCS results with calculations of Fresnel coefficients within the
simplified DWBA the origin of scattering contributions is determined.
Calculations of the non-linear effect of refractions are added to identify
comparable regions within GI and GT. Thus, elucidating differences for
phenomena like altered decorrelation times, allowing a valid analysis
of GI-XPCS experiments for certain experimental conditions.

CPP 12.22 Mon 18:00 P1
Propagation of learned sequence patterns to larger chain
length using TransEncoder neural networks — eHuzAIFA SHAB-
BIR, MARCO WERNER, and JENs UwWE SoMMER — Leibniz Institute
for Polymer Research Dresden

In this work, we investigate artificial neural networks that are capa-
ble of learning and transferring hidden variables in chemical sequences
from a small sequence length to a larger one. Patterns in the relation
between the hydrophilic/hydrophobic sequence of a copolymer and its
free energy of interaction with a lipid membrane have been learned
with the aid of AutoEncoder neural networks, which were employed to
translate between these two properties (TransEncoder)[1]. We demon-
strate that the latent space parameters learned by the TransEncoder
allow for a physical interpretation of the contributions to the free en-
ergy. Furthermore, the learned patterns for a smaller sequence length
can be transferred towards a higher sequence length of our interest,
which not only significantly reduces the number of training examples
required but also increases the accuracy in comparison to the training
for individual polymer sequence length. We investigate the computa-
tional efficiency and the convergence of learned patterns when multiple
chain lengths are addressed at once.
[1] M. Werner, ACS Macro Letters 10, 1333 (2021).

CPP 12.23 Mon 18:00 P1
Crystallization of short polymer chains at hard walls:
stochastic approximation Monte Carlo simulation (SAMC)
— eEvGENTIA FiLimonova, TIMUR SHAKIROV, and VIKTOR IvaNov
— Martin- Luther-University Halle-Wittenberg, Institute of Physics,
06099, Halle, Germany

Our research is devoted to crystallization in polymer melts in the pres-
ence of hard walls. An interface to a solid material can initiate crys-
tallization in polymer liquids by either heterogeneous nucleation or
prefreezing. Our goal is to reveal physical factors which are respon-
sible for one of these two scenarios of surface-induced polymer crys-
tallization. We use coarse-grained model and perform stochastic ap-
proximation Monte Carlo (SAMC) simulation. We have developed an
approach that allows us to identify the translational and orientational
local ordering by means of comparing our system configurations with
reference crystalline structures of different symmetries. In addition to
calculating the usual order parameters (Steinhardt parameters, com-
mon neighbours analysis, nematic order parameter, etc.), we suggested
new order parameters based on scalar products of bonds between near-
est neighbours. We observe a coexistence of an isotopic structure in the
center of the film with ordered structures at the walls at intermediate
values of energies (in microcanonical analysis). A change in the crys-
tal structure accompanying a change in density at different energies is
also shown. Financial support of the International Graduate School
AGRIPOLY supported by the European Social Fund (ESF) and the
Federal State Saxony-Anhalt is acknowledged.

CPP 12.24 Mon 18:00 P1
Simulation of reversible chain association using the reaction
ensemble Monte Carlo — ePaBLo M. Branco and PETER Koso-
vAN — Department of Physical and Macromolecular Chemistry, Fac-
ulty of Science, Charles University, Hlavova 8, 128 00 Prague 2, Czech
Republic.

Reversible association reactions are the key feature of many self-healing
polymeric materials and controlled release systems. Simulations and
theory are lagging behind the experimental progress in investigating
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such systems, partly due to the lack of a suitable implementation of an
algorithm that would allow for such reversible reactions. In this work,
we present an implementation of such reversible reactions within the
Reaction-ensemble Monte Carlo framework (RxMC). To validate the
algorithm, we simulated the polycondensation reactions, illustrated in
Fig.1 (top). These reactions are common in polymer chemistry, and
analytical predictions of the distribution of chain lengths at equilibrium
are available, serving as an ideal test case for numerical simulations.
Starting from the free monomers, we let the system evolve towards
equilibrium, resulting in an ensemble of chains of various chain lengths,
depending on the value of the equilibrium constant of the reaction. By
comparing our simulation results with the theoretical predictions, we
investigate the limitations of the algorithm, possible finite-size effect,
and efficiency of its implementation. After initial validation, this reac-
tion algorithm will be implemented in the ESPResSo simulation soft-
ware (www.espressomd.org) that will enable its application to a broad
class of problems involving reversible association reactions.

CPP 12.25 Mon 18:00 P1
Modelling electrode interfaces via multi-scale simulations
— eHENRIK KONSTANTIN JAGER, PHILIPP STARK, and ALEXANDER
ScurLalcH — Stuttgart Center for Simulation Science (SC SimTech),
University of Stuttgart, Germany

We investigate the interactions of ions at a graphene interface via first-
principle simulations using ab initio molecular dynamics. In a multi-
scale approach we employ first principle calculations to parametrize
semi-classical electrode models based on the Tomas-Fermi screening
approach, allowing to access dynamics and adsorption at common
electrode-electrolyte interfaces.

CPP 12.26 Mon 18:00 P1
Combined first-principles statistical mechanics approach to
sulfur structure in organic cathode hosts for polymer based
lithium-sulfur (Li-S) batteries — e YANNIK ScHUTZE!2, RANIELLE
OLIVEIRA DE Sival:3, Jiaovyr Ninag!, Jore Rappicu!, Yan Lul3,
Vicror G. Ruiz!, ANNika Banbpe®, and JoacuiM DzupieLLal* —
IHelmholtz-Zentrum Berlin fiir Energie und Materialien GmbH, Ger-
many — 2Freie Universitit Berlin, Germany — 3 Universitit Potsdam,
Germany — %Albert-Ludwigs-Universitit Freiburg, Germany

Polymer-based batteries that utilize organic electrode materials are
considered viable candidates to overcome the common drawbacks of
lithium-sulfur (Li-S) batteries. A promising cathode can be devel-
oped using a conductive, flexible, and free-standing polymer, poly(4-
thiophen-3-yl)benzenethiol) (PTBT), as the sulfur host material.
Here, we present a combination of electronic structure theory and sta-
tistical mechanics to characterize the structure of the initial state of the
charged cathode on an atomic level. We perform a stability analysis of
differently sulfurized TBT dimers as the basic polymer unit calculated
within density-functional theory (DFT) and combine this with a sta-
tistical binding model for the binding probability distributions of the
vulcanization process. This multi-scale approach allows us to bridge
the gap between the local description of the covalent bonding process
and the derivation of the macroscopic properties of the cathode.

CPP 12.27 Mon 18:00 P1
Correcting Coarse-Grained Dynamics of Molecular Liquids
and Their Mixtures Using an Efficient Iterative Memory Re-
construction Method — eMapHUSMITA TRIPATHY, VIKTOR KLIP-
PENSTEIN, and Nico FA vaN DER VEGT — Eduard-Zintl-Institut
fir Anorganische und Physikalische Chemie, Technische Universitét
Darmstadt, 64287 Darmstadt, Germany

Generalized Langevin equation (GLE) based coarse-grained (CG)
models are considered to be the most reliable models for dynami-
cally consistent coarse-graining [1]. However, their implementation
in molecular simulation is not straight-forward owing to their inherent
complexity [2]. With an aim to employ computationally tractable GLE
based CG models for dynamic coarse graining of complex molecular
systems, we coarse-grain two molecular liquids and their mixtures at
various compositions following a novel iterative optimization scheme.
Using the memory kernel from an isotropic GLE model as a start-
ing point, we use an efficient iterative memory reconstruction method,
which can closely reproduce the underlying fine-grained (FG) dynam-
ics, assessed in terms of the velocity auto-correlation function, within
a few iterations. We use this iterative method to correct the artifi-
cial dynamic speed-up in CG molecular dynamics (MD) simulations of
pure molecular liquids and the relative dynamic speed-up in their mix-
tures. Furthermore, we investigate the transferability of the resulting
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memory kernels to molecular mixtures with varying composition.
[1] Klippenstein et al. J. Phys. Chem. B 125 (19), 4931-4954 [2]|
Glatzel and Schilling, Europhys Lett. 136 36001 (2021)

CPP 12.28 Mon 18:00 P1
Aggregation of flexible-semiflexible multiblock-copolymers in
a dilute solution: MD simulation — eVikTor Ivanov!:2, ELiza-
vETA SIDLER?, JuLiA MARTEMYANOVAZ, TIMUR SHAKIROV!, and
WorrcanGg Paun! — Martin-Luther-University Halle-Wittenberg,

Institute of Physics, 06099, Halle, Germany — 2Moscow, Russia

We study aggregation of several regular multi-block copolymer chains
in a dilute solution. Chains consist of flexible (F) and semi-flexible
(S) blocks with equal composition of F- and S-units having different
affinity to a solvent, which is poor for both components. We use coarse-
grained MD simulation. Our main goal is to find conditions (values
of model parameters) for a shape-persistent aggregation of globules
with different non-trivial globular morphologies which are formed in
poor solvent, including structures with high orientational ordering of
S-blocks and with micro-segregation of S- and F-blocks. Stable ag-
gregates of the following highly anisotropic morphologies have been
obtained: ”core-shell”; ”"bundle”, "dumbbell”, ”disk”, worm-like mi-
celles ("tubes”). The driving forces for formation of structured globules
and their anisotropic aggregates are usual van-der-Walls interactions,
block length and intramolecular stiffness (there are no specific inter-
actions in our model). We acknowledge the financial support from
RFBR (grant 19-53-12006-NNIO-a) and DFG (project PA 473/18-1)
and thank Moscow State University Supercomputer Center for provid-
ing computational resources.

CPP 12.29 Mon 18:00 P1
A combined experimental-theoretical study of azo-SAM re-
structuring under light stimulus: New insights — ALEXEY
KopysHEv!:2 AMRITA PaLl, SVETLANA SANTER2?, and eOLcA
Guskoval — 1IPF Dresden, 01069 Dresden, Germany — 2University

of Potsdam, 14469 Potsdam, Germany

The topography transformation of the self-assembled (SAM) layers of
azobenzene (azo) surfactant [1] on mica is studied using AFM and mod-
eled in all-atom MD simulations. Under blue light, when azo adopts
the trans-state, the smooth SAMs are formed. Under UV stimulus due
to a shift in equilibrium between trans and cis isomers, a rapid change
in the topography of SAMs occurs. Subsequent blue light irradiation
leads to the stabilization of SAMs and smoothing of the upper layers.
The explanation of the layer restructuring/mass transport is proposed
in simulations. First, we observe that the cis isomers diffuse slower
within the adsorbed layers. Second, the expulsion of the cis isomers
from SAM is detected independently of the layer compositions. Third,
the vertical diffusion for trans isomers is negligible, whereas for cis-
state it is comparable to diffusion within the layer. Thus, the change
in the topography of SAMs under UV light seen in AFM is related
to the vertical diffusion of cis azo. The work is supported by DFG
(project GU1510/5-1). [1] Titov E. et al. ChemPhotoChem 5 (2021)
926.

CPP 12.30 Mon 18:00 P1
Molecular switch based on bithiophene-azobenzene: How to
control conductance through the monolayer using light —
oVLADYSLAV SAVCHENKO and OLcA Guskova — IPF Dresden, 01069
Dresden, Germany

Molecular switches based on azobenzene (azo) are defined as light-
responsive molecules which can change between two configurational
states. Responsive azo monolayers can be used to modulate the work
function of the electrodes. In this study, we investigate using DFT
what happens to the structures, electronic properties, and the charge
redistribution within azo-bithiophene (azo-bt) monolayers depending
on the light stimulus. Two types of switches differing in the order of
azo and bt counting from the anchor group are modeled: azo-bt and
bt-azo. Bt-azo switch is known from the literature [1], while the azo-bt
is a product of rational design [2]. We study trans- and cis-isomers for
each switch being in a contact with a gold cluster (C-AFM tip). A
giant ON/OFF conductance ratio upon UV light observed in the ex-
periment [1] results from an improved electronic coupling between the
cis-isomers and the gold tip (ON-state) [1]. The trans-isomers of the
simulated switches play the role of the insulators (OFF-state). More-
over, we show which molecular properties are enhanced by molecular
design. This study opens up new avenues for the development of the
rational design of electrode surface modifications. The work is sup-
ported by DFG, project GU1510/5-1. [1] Smaali K. et al. ACS Nano
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4 (2021) 2411. [2] Savchenko V.A. et al. Herald of TvSU. Ser. Chem-
istry 3 (2021) 7.

CPP 12.31 Mon 18:00 P1
Non-invasively induced amphiphilic self-assemblies from or-
thogonally switchable block copolymers — ePEIRAN ZHANG!,
RENE STEINBRECHER?, ANDRE LASCHEWsSkYZ3, PETER MULLER-
BuscuBaum?, and CHRISTINE M. Papapakis! — !Fachgebiet Physik
weicher Materie, Physik-Department, TU Miinchen, Garching —
2Institut fiir Chemie, Universitit Potsdam — S3Fraunhofer IAP,
Potsdam-Golm — “4Lehrstuhl fiir Funktionelle Materialien, Physik-
Department, TU Miinchen, Garching

Amphiphilic self-assemblies arising from orthogonally switchable block
copolymers are promising candidate in drug delivery, due to their struc-
ture and transformation diversity, which is superior to the presently
most studied singly responsive copolymers [1]. To induce this pro-
cess completely non-invasively, light in combination with temperature
is utilized as the stimulus. Introduction of suitable photoactive func-
tional groups could modulate the LCST of the copolymer, thereby
achieving the stage that all aggregate scenarios could be concluded in
a certain temperature range. For characterization of the copolymer
structure, measurements are implemented by dynamic light scattering
(DLS), small angle X-ray scattering (SAXS) and -neutron scattering
(SANS), while the phase behavior as well as phase transition kinetics
are investigated by the time-resolved scattering methods.
[1] C. M. Papadakis, et al., Langmuir 2019, 35, 9660-9676.

CPP 12.32 Mon 18:00 P1
Effect of architecture in thermoresponsive methacrylate ter-
polymers based on PEG analogues — oFEIFEI ZHENG!, EIRINI
MEeLAMPIANAKIY, WENQI Xul, ANNA P. CoONSTANTINOUZ, THEONI
K. Georaiou?, and CHrisTINE M. Papapakis! — !Physics De-
partment, Technical University of Munich, Garching, Germany —
2Department of Materials, Imperial College, London, England

The LCST polymers have attracted great interest for the biomedical
sectors, as they have the advantage of being water-soluble at room
temperature, while they can form a gel at body temperature [1]. Here,
we address the effect of polymer architecture of poly(ethylene gly-
col) based thermoresponsive terpolymers featuring A, B and C blocks.
These consist of the hydrophilic oligo(ethylene glycol) methyl ether
methacrylate (OEGMA300, A), hydrophobic n-butyl methacrylate
(B), and thermoresponsive di(ethylene glycol) methyl ether methacry-
late (C). Several architectures have been synthesised via group transfer
polymerisation, varying from statistical, to gradient to block struc-
tures. The results from dynamic light scattering indicate that the
BABC tetrablock terpolymer and ABC gradient polymer form smaller
micelles than ABC triblock terpolymer. This difference points to the
importance of the exposed OEGMA300 block for micelle stabilization:
bending it back in the BABC architecture enhances the effect of the
thermoresponsive block on the thermal behavior.

[1] A. P. Constantinou, B. Zhan et al., Macromolecules, 2021, 54,
1943.

CPP 12.33 Mon 18:00 P1
Unique colorimetric response of polydiacetylene-Nat micro-
crystals for detection of hydrochloric acid by naked eye
— eRUNGARUNE SAYMUNG!, CHRISTINE M. PAPADAKISZ, NISANART
TrarpuoL3, and RakcHaRT TrarpuoL! — 1School of Materials Sci-
ence and Innovation, Faculty of Science, Mahidol University, Nakhon
Pathom, Thailand — 2Physics Department, Technical University of
Munich, Garching, Germany — 2Materials Science Department, Fac-
ulty of Science, Chulalongkorn University, Bangkok, Thailand

Polydiacetylenes (PDA), a class of conjugated polymers, are very
promising as colorimetric sensors because the change of the color can
be easily observed. The commercially available PDA with carboxylic
head groups changes color from blue at acidic to red in basic condi-
tion. To develop this class of materials for pH sensing applications,
many research groups synthesize PDA-based materials by structural
modification or addition of foreign materials. Studies by our research
group illustrate that incorporating ZnO nanoparticles with PDAs lead
to colorimetric response to both acids and bases. Herein, we explore
a new route by introducing Na™ ions into the PDA system. Upon ex-
posure to hydrochloric acid (HCI) solution, the PDA-Na microcrystals
exhibit a unique red to blue color-transition, which has never been
observed before. To understand the origins of this behavior, vari-
ous techniques are employed including Fourier-transformed infrared
spectroscopy (FT-IR), scanning electron microscope (SEM), and X-
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ray diffraction (XRD).

CPP 12.34 Mon 18:00 P1
Anionic surfactant detection using polydiacetylene-based
nanocomposites oWATSAPON YIMKAEW!, CHRISTINE M.
Papapakis?, RakcHArRT TrarpHoL3, and NISANART TrarpHOL! —
Laboratory of Advanced Chromic Materials, Department of Materi-
als Science, Faculty of Science, Chulalongkorn University, Bangkok,
Thailand — 2Physics Department, Technical University of Munich,
Garching, Germany — 3Laboratory of Advanced Polymer and Nano-
materials, School of Materials Science and Innovation, Faculty of Sci-
ence, Mahidol University, Nakhon Pathom, Thailand

Polydiacetylenes (PDAs) are color-responsive polymers to various
stimuli. The development of PDAs as anionic surfactant sensors
by structural modification involved complicated and costly processes.
In this study, we introduce a facile approach for preparing polydi-
acetylene/zinc (II) ion/zinc oxide (PDA/Zn2+/ZnO) nanocompos-
ites utilized for anionic surfactant detection. Cationic surfactant,
cetyltrimethylammonium bromide (CTAB) is incorporated into the
nanocomposites via a simple mixing process to adjust their color transi-
tion behaviors. Addition of CTAB at 1 mM induces the blue-to-yellow
color transition of the nanocomposites. Interestingly, the nanocompos-
ites exhibit yellow-to-red color transition in response to sodium dodecyl
sulfate (SDS). This demonstrates the ability of the nanocomposites as
anionic surfactant sensors. A key mechanism of the color transition is
the interaction between CTAB and SDS, which induces perturbation
in the outer layers of the nanocomposites.

CPP 12.35 Mon 18:00 P1
Tunable morphologies in charged multiblock terpolymers
in thin film geometry: effect of solvent vapor anneal-
ing — eBaHArR YazpansHeENas!, FroriaNn A. Jung!, Maxi-
MILIAN SCHART!, CONSTANTINOS TsITSILIANISZ, and CHRISTINE
M. Papapakis! — l!Technische Universitit Miinchen, Physik-
Department, Fachgebiet Physik weicher Materie, Garching, Germany
— 2University of Patras, Department of Chemical Engineering, Patras,
Greece

Thin films of a pentablock terpolymer with a symmetric architecture
of two types of pH-responsive midblocks and short hydrophobic end
blocks are investigated. As-prepared spin-coated films from different
pH-values have previously shown highly tunable and non-monotonous
behavior of the lateral structure sizes, based on the charge [1]. How-
ever, with the high glass transition temperatures of the middle pH-
responsive block and the hydrophobic end blocks, the films were not
necessarily in equilibrium. Here, we investigate further accessible mor-
phologies by swelling the films in the vapors of solvents having dif-
ferent selectivity. Results from spectral reflectance and atomic force
microscopy suggest that water (exclusively swelling the pH-responsive
blocks) leaves the nanostructures intact, while methanol (swelling all
blocks) results in a reorganization. Mixtures of these vapors allow
to tune the solubilities of the blocks and thus to find the minimum
amount of methanol needed for equilibration.

[1] F. A. Jung, C. M. Papadakis et al., Adv. Funct. Mater. 2021,
31, 2102905.

CPP 12.36 Mon 18:00 P1
Transport of thin water films: from thermally activated ran-
dom walks to hydrodynamics — SiMmoN GRAVELLE!, CHRISTIAN
HoLm!, and @ ALEXANDER ScHLAICH2 — lInstitute for Computational
Physics, University of Stuttgart, Germany — 2Stuttgart Center for
Simulation Science (SC SimTech), University of Stuttgart, Germany

Under ambient atmospheric conditions, a thin film of water wets many
solid surfaces, including insulators, ice, and salt. The film thickness as
well as its transport behavior sensitively depend on the surrounding
humidity. Understanding this intricate interplay is of highest relevance
for water transport through porous media, particularly in the context
of soil salinization induced by evaporation. Here, we use molecular
simulations to evaluate the transport properties of thin water films on
prototypical salt and soil interfaces.

Our results show two distinct regimes for water transport: at low
water coverage, the film permeance scales linearly with the adsorbed
amount, in agreement with the activated random walk model. Finally,
in the context of water transport through porous material, we deter-
mine the humidity-dependent crossover between a vapor dominated
and a thin film dominated transport regimes depending on the pore
S1ze.
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CPP 12.37 Mon 18:00 P1
Predicting static wetting morphology of aqueous drops on
lubricated surface — eSurvam GuprTa, Bipisua BHATT, MEENAXI
SHARMA, and KRISHNACHARYA KHARE — Indian Institute of Technol-
ogy Kanpur, Kanpur, India
Static wetting behavior of liquid drops on thin liquid-coated solid sur-
faces is very different compared to dry solid surfaces. Convention-
ally, the equilibrium wetting behavior on deformable (soft or thin lig-
uid coated) surfaces is characterized by the Neumann’s contact angle,
which solely depends on the various interfacial energies of the par-
ticipating phases. However, due to the difficulty in identifying the
Neumann’s point, it is often convenient to define apparent contact an-
gles on such surfaces. By controlling the various interfacial energies,
drops can be either made to directly contact the substrate or float
on the thin liquid layer supported by the substrate resulting in differ-
ent apparent angles and thus different wetting morphology. Although
such systems are highly prevalent, however, to our knowledge, there
is no study reported to date that can beforehand predict the static
wetting behavior and the quasi-static interfacial profiles as a function
of various system parameters, e.g., substrate wettability, thickness of
the liquid film, and drop volume. We propose a method to before-
hand predict the interfacial profiles using numerical computation with
Surface Evolver software. Experimental studies are also performed to
validate the simulations. A good quantitative agreement is found for
the variation of the drop contact angle as a function of various systems
parameters.

CPP 12.38 Mon 18:00 P1
In-situ white light, near infrared spectroscopy on thin films
and photonic crystals of nanoporous silicon during liquid im-
bibition — eGuipo DrtTricu!2, Raul UrTEAGA®, and PaTRICK
Huser"? — 'Hamburg University of Technology, Institute of Mate-
rials and X-Ray Physics, 21073 Hamburg, Germany — 2Deutsches
Elektronen-Synchrotron DESY, Centre for X-Ray and Nano Science
CXNS, Hamburg, Germany — 3IFIS-Litoral (Universidad Nacional
del Litoral-CONICET), Guemes 3450, 3000 Santa Fe, Argentina

Nanoporous materials offer a high specific surface area and spatial con-
finement. Scientists are aiming to abuse these properties for functional
materials in a variety of fields, e.g. thermoelectrics, catalysis, Lab-on-
a-Chip as well as energy storage and harvesting applications. Under-
standing the fundamental transport mechanisms on the nanoscale is
required and drives the progress. We present a method to measure
liquid imbibition in nanoporous silicon (np-Si) with a resolution even
resolving spreading of ultra-thin precursor films in nanopore space with
a time resolution of microseconds. Therefore, a photonic crystal (PC)
is etched in at a chosen height during the fabrication. The PC has
a specific resonance wavelength, which can be monitored with white
light spectroscopy. Imbibition by fluids, in our case oligostyrenes, into
the central defect of the PC changes the effective refractive index and
causes a proportional shift of the resonance wavelength. This offers
very localized information on the nanopore filling at the position of
the PC. Producing only thin np-Si films, one can measure the shift of
the thin film interference with a NIR-spectrometer simultaneously.

CPP 12.39 Mon 18:00 P1
Single-nanochannel X-ray diffraction on the liquid crystal
C8BTBT confined in anodic aluminium oxide membranes
— eMark Buscu!:2, ZunvoqQina Li'2, MILENA LIPPMANNZ, AN-
DREAS ScHROPPZ, JOHANNES HAGEMANN?, CHRISTIAN SCHROER?3,
and PaTrick Huer!? — 1TU Hamburg, Institut fiir Material-
und Réntgenphysik — 2Deutsches Elektronen-Synchrotron DESY —
3Universitét Hamburg

We investigate the self-assembly of the liquid crystal C8BTBT within
anodic aluminium oxide (AAO) nanochannels in dependence of chan-
nel wall chemistry and the diameter of the channels from 60 to 180 nm.
Conventional X-ray diffraction experiments use a comparatively large
beam and therefore deliver a structural information which is averaged
over a large number of nanochannels. In contrast here we investigate
the structure of liquid crystals within individual nanochannels by em-
ploying an X-ray beam with a diameter in the nanometre range.

CPP 12.40 Mon 18:00 P1
Investigation of the charge transport of ionic liquid post-
treated PEDOT:PSS thin films with in-situ surface plane
impedance spectroscopy, under the influence of varying tem-
perature and humidity — eTosias ScHONER!, ANNA LENA

OecHsLE!, and PETER MULLER-BUscuBaUM!2 — 1Lehrstuhl fiir
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Funktionelle Materialien, Physik- Department, Technische Univer-
sitdt Miinchen, James-Franck-Strafe 1, 85748 Garching, Germany
— 2Heinz Maier-Leibnitz-Zentrum (MLZ), Technische Universitit
Miinchen, Lichtenbergstr. 1, 85748 Garching, Germany

Thermoelectric materials based on polymers are attractive due to their
large-scale and low cost processability, high mechanical flexibility, low
or no toxicity, lightness and intrinsically low thermal conductivity.
One highly investigated polymer with promising thermoelectric proper-
ties is poly(3,4-ethylene dioxythiophene):poly(styrene sulfonate) (PE-
DOT:PSS). The post-treatment of PEDOT:PSS thin films with ionic
liquids (ILs) enhances the thermoelectric properties for the practical
application by simultaneously improving the inter-domain conductiv-
ity and optimizing the charge carrier concentration. Our recent in-
vestigation focuses on the influence of the environmental parameters
temperature and humidity on the electronic and ionic charge trans-
port properties in the thin films. For this, the thermoelectric films are
contacted with a self-built setup in a planar way and inserted into a
humidity chamber. By using a potentiostat surface-plane Galvanos-
tatic Electrochemical Impedance Spectroscopy (GEIS) measurements
under alternating humidity and temperature can be performed.

CPP 12.41 Mon 18:00 P1
Optimization Strategies for Purely Organic Room-
Temperature Phosphorescence — eHEIDI THOMAS and SEBAS-

TIAN REINEKE — Dresden Integrated Center for Applied Physics and
Photonic Materials (IAPP) and Institute for Applied Physics, TU
Dresden

The development of organic materials displaying room-temperature
phosphorescence (RTP) with lifetimes in the range of several hundred
milliseconds is a research field that has attracted more and more at-
tention in the last years. By using amorphous purely organic systems,
we have been able, for example, to develop programmable luminescent
tags. Still, the potential of such emitter systems is far from being ex-
ploited. We present a new family of organic luminescent derivatives
embedded in amorphous matrices with phosphorescence lifetimes up
to 2.6 s, extending their applicability. Hydrogen bonds between the
emitters and the matrix presumably suppress vibrational dissipation,
thus enabling bright long-lived phosphorescence. Further optimization
of the host:emitter system is related to the film preparation technique.
By varying host polymer, post-annealing temperature, and fabrication
procedure, we analyze the phosphorescent lifetime, the photolumines-
cent quantum yield, and the phosphorescence-to-luminescence ratio.
The film thickness turns out to affect the performance the most: Go-
ing from thin to thick spin-coated films, the phosphorescence lifetime
could be increased by a factor of up to 2.5.

CPP 12.42 Mon 18:00 P1
Investigating the Impact of Surfactants on Perovskite Crys-
tallization during Thin Film Solution Processing Using In
Situ Optical Spectroscopy — eT0BIAS SIEGERT, SIMON BIBERGER,
KoONSTANTIN ScHOTZ, and FABIAN PANzER — University, Bayreuth,
Germany

Recent reports have shown that adding surfactants in the solution pro-
cessing of halide perovskites, e.g. by blade-coating, can improve their
morphology and optoelectronic properties[1]. In general the crystal-
lization processes of halide perovskites that occur during thin film for-
mation largely determine the final film morphology. Thus, here we
investigate the change in crystallization dynamics upon addition of
surfactants to the solution processing of halide perovskites. We mon-
itor the film formation processes by multimodal optical in situ spec-
troscopy|2], so that detailed insights about the film formation process
of halide perovskites can be gained|[3,4]. This finally allows us to eluci-
date the exact role and the impact of the presence of surfactants during
solution processing on the crystallization behavior of the perovskite.

[1] Deng et al. Nat Energy 2018

[2] Buchhorn, Wedler, Panzer. J. Phys. Chem. A 2018

[3] Chauhan, Zhong et al. J. Mater. Chem. A. 2020

[4] Schétz et al. Adv. Optical Mater. 2021

CPP 12.43 Mon 18:00 P1
Fabrication and Characterisation of Two-Step Slot-Die
Coated Methylammonium-Formamidinium Lead Iodide Per-
ovskite Solar Cells — eTHoMAS BalEr, MANUEL A. REUs,
LennarT K. REB, and PETER MULLER-BuscuBauM — TU Miinchen,
Physik-Department, LS Funktionelle Materialien, 85748 Garching

Perovskite solar cells (PSCs) are very promising in contributing in the
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renewable energy mix of the future. They have high power conversion
efficiencies and are made of low-cost materials. Especially in combina-
tion with slot-die coating as promising thin-film deposition technique
for organic-inorganic hybrid perovskite materials, they offer the chance
for fast and cheap roll-to-roll solar cell production.

In this work two-step slot-die coated lead iodide layers and slot-die
coated methylammonium-formamidinium iodide perovskite solar cells
have been prepared. Depending on slot-die coating parameters and
additives used in the ink that enhance thin-film formation and opto-
electronic properties of the final perovskite semiconductor absorber,
morphology changes are observed in the final film. The morphology is
investigated by reciprocal (X-ray diffraction) and real-space methods
(SEM). Furthermore, the two-step slot-die coated solar cells are pro-
duced and characterized via their respective performance parameters.

CPP 12.44 Mon 18:00 P1
First-principles study of the electronic and optical properties
of perovskite solution precursors — eFREERK ScHUTT!, ANa
M. Varencial2, and Carerina Coccnr’? — !nstitut fiir Physik,
Carl von Ossietzky Universitiat Oldenburg — 2Humboldt-Universitit
zu Berlin und IRIS Adlershof, Berlin

Metal halide perovskites have shown great promise for next-generation
opto-electronic applications but the predominant employment of Pb
poses a problem in terms of environmental sustainability of these com-
pounds. Replacing Pb with Sn represents a viable solution, however,
despite recent efforts in this direction [1]|, knowledge of Sn-based per-
ovskites and precursors is to date still insufficient. In a first-principles
work based on time-dependent density-functional theory coupled to the
polarizable continuum model, we systematically investigate electronic
and optical properties of SnlaMy4 complexes, with M being common
solvent molecules. We find that the structural, electronic, and opti-
cal properties are strongly affected by the choice of the solvent. By
rationalising the behavior of 15 of such compounds even in compari-
son with lead-halide counterparts [2,3], we provide useful indications
to complement experiments in the choice of the solvent molecules for
Snls-based solution complexes and in their characterization towards
the production of thin films. [1] Di Girolamo et al., ACS Energy Lett.
6, 959 (2021). [2] Schier et al., Phys. Status Sol. B 258, 2100359
(2021). [3] Procida et al., PCCP 23, 21087 (2021).

CPP 12.45 Mon 18:00 P1
Ionic liquids tailoring crystal orientation for stable and
high fill factor perovskite solar cells — eYuqQiN Zoul, Lukas

V Spanier!, JuLian E Hecgrr!, Suansuan Yin!, CurisTo-

PHER R EvVERETT!, and PETER MULLER-BUsCcHBAUM MULLER-
Buscusaumb2 — ITU Miinchen, Physik-Department, LS Funk-
tionelle Materialien, 85748 Garching — 2MLZ, TU Miinchen, 85748

Garching

Tonic liquids with superior electrical conductivity and thermal stability
are used as effective and practical dopants to improve the long-term op-
eration stability and the photovoltaic performance of perovskite solar
cells (PSCs). We study different ionic liquids in the perovskite compo-
nent. Using grazing-incidence wide-angle X-ray scattering (GIWAXS),
we discover that the incorporation of ionic liquids is beneficial for ob-
taining homogeneous spherical nano-particle films and tuning the film
crystal orientation. We select 1-butyl-1-methylpyrrolidinium tetraflu-
oroborate (Pyr13BF4) as the main additive to investigate the charge
carrier dynamic behavior of PSCs underdoped with Pyr13BF4 using
TRPL, TPC, TPV and OCVD methods. In addition to enhancing the
fill factor and optimizing energy level alignment, this additive promotes
charge transfer and extraction, reduces the charge carrier accumulation
in the bulk, and retards recombination. Under ambient atmosphere,
the un-encapsulated PSCs retain 97% of their initial efficiencies for
4368 h.

CPP 12.46 Mon 18:00 P1
Improving morphology and efficiency of slot-die coated per-
ovskite solar cells — eCHRrRisToPH G. LINDENMEIR!, ANDREA

Vitaront!, LEnnarT K. Res!, ManuverL A. Reus!, and PETER
9 b 9

MULLER-BuscuBauM!?2 — !TU Miinchen, Physik-Department, LS
Funktionelle Materialien, 85748 Garching — 2MLZ, TU Miinchen,
85748 Garching

During the last years perovskite solar cells (PSCs) received high at-
tention in industry and research for sustainable power production.
Especially due to their low material costs, low weight, high power
conversion efficiencies, and the possibility to fabricate them via sim-
ple solution-based deposition techniques like slot-die coating or spray
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coating. Because of the possibility of up-scaling and using minimal
material, slot-die coating is one of the most promising techniques to
produce high efficiency PSCs. In this work, we compare the properties
of slot-die coated PSCs with different perovskite compositions. The
perovskite layer is printed out of a solution, containing different ratios
of lead iodide (PbI2), methylammonium iodide (MAI), formamidinium
iodide (FAI), and methylammonium chloride (MACI) in a solvent mix-
ture of 2-methoxyethanol (2-ME) and dimethyl sulfoxide (DMSO). To
improve the film quality of the printed perovskite layer, the influence
of nitrogen gas quenching is extensively studied and the print process
optimized. The resulting high-quality thin films are analyzed with
optical and structure characterization methods like spectroscopy and
X-ray scattering methods. For further information, current-voltage
and external quantum efficiency measurements are carried out.

CPP 12.47 Mon 18:00 P1
Slot-die coated perovskite quantum dot layers for solar cell
application — eAnmeD Kriral, ManueL A. Reus!, LENNART K.
REeB!, and PETER MULLER-BuscuBaum® 2 — 1TU Miinchen, Physik-
Department, LS Funktionelle Materialien, 85748 Garching — 2MLZ,
TU Miinchen, 85748 Garching

Perovskite quantum dots (PQDs) are semiconductor nanocrystals that
have received tremendous attention in photovoltaic devices due to their
exceptional optical and electronic properties. PQD solar cells (PQD-
SCs) have shown great potential to overcome many drawbacks of their
large-grain perovskite thin-film (often called bulk) counterparts, such
as high defect tolerance and better stability due to the controlled sur-
face properties of the quantum dots. Over the past few years, PQDSCs
have shown a quick increase in efficiency, already exceeding 16%, and
high stability. However, the fabrication of these solar cells is based on
the spin-coating technique, which leads to significant waste. In this
work, we develop and optimize a printing process for PQDs layers and
study them with various techniques such as UV-Vis, scanning electron
microscopy and X-ray diffraction to achieve an up scalable fabrication
of PQDSCs.

CPP 12.48 Mon 18:00 P1
In situ study of supperlattice self-assembly during print-
ing of perovskite quantum dot films for solar cell applica-
tions — eDavip P. KosBaun!, MaNUEL A. Reus!, and PETER
MuULLER-BuscuBauM!'2 — 1TU Miinchen, Physik-Department, LS
Funktionelle Materialien, 85748 Garching — 2MLZ, TU Miinchen,
85748 Garching

Research into quantum dots (QDs) of lead halide perovskites (LHPs)
has become increasingly popular due to their stability and tunable op-
toelectronic properties. Their controllable surface chemistry and sim-
ple preparation make them a promising alternative to bulk perovskite
solar cells. The power conversion efficiency (PCE) of CszFA1_,Pbls
QD solar cells (QDSCs) has been steadily rising, up to a recent
record efficiency surpassing 16%. However, the orientation and self-
assembly of the colloidal precursor into a superstructure is not yet
well-understood. In this work, we study the formation of perovskite
QD films using in situ grazing-incidence wide-angle X-ray scattering
(GIWAXS) in real time, to achieve a better understanding of the ki-
netics involved in their fabrication.

CPP 12.49 Mon 18:00 P1
Operando study of light and moisture induced degradation
of perovskite solar cell — eKun Sun!, JurLian E. Heger!,
Manuer A. Reus!, Xinvu Jiang!, Lukas V. Spanier!, SiGrRID
BERNSTORFF?, and PETER MULLER-BuscuBaum'»3 — 1TU Miinchen,
Physik-Department, LS Funktionelle Materialien, 85748 Garching —
2Elettra-Sincrotrone Trieste, 34149 Basovizza — 3MLZ, TU Miinchen,

85748 Garching

Perovskite solar cells (PSCs) are among the most promising photo-
voltaic technologies and reached a certified 25.5% efficiency owing
to their tuneable bandgap, high charge carrier mobility, long diffu-
sion length and so on. The long-term operational stability of PSCs,
however, has been not investigated. Herein, we probe the structure
change with grazing-incidence small-angle scattering and solar cell per-
formance under 1-sun illumination and high humidity. We find that
PSCs fabricated with and without caesium iodide (Csl) show differ-
ences in the device degradation and morphology change. The decrease
of open-circuit voltage (VOC) can be attributed to the morphology
changes and the evolution of crystallize grain size. With the additive
of Csl, solar cells show slow decay of VOC, correlated to improved
morphology of active layer and passivation of trap states. Our work
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presents a crucial step towards a fundamental understanding of mor-
phology change combined with solar cell parameters during the device
operation.

CPP 12.50 Mon 18:00 P1
Non-invasive characterization of degradation in inverted
planar perovskite solar cells via reflectance and opti-
cal modelling. — eCuikeEziE WiLLiams Ucokwg!b2, KEHINDE
Ocunmove!b2) Urricn S. ScuusrRT 2, and HarALD Hoprpr!? —
LCenter for Energy and Environmental Chemistry Jena (CEEC Jena),
Friedrich Schiller University Jena, Philosophenweg 7a, 07743 Jena,
Germany — 2Institute for Organic and Macromolecular Chemistry
(IOMCQ), Friedrich Schiller University Jena, Humboldtstrasse 10, 07743
Jena, Germany

Despite gains in efficiency since their discovery a little more than a
decade ago, hybrid perovskite solar cells (PSCs) are still plagued by
poor stability. This poor stability also interferes with their character-
ization to the point where widely used and easily applicable methods
of studying in situ degradation, such as scanning electron microscopy,
X-ray diffraction, impact the result because they are invasive and in-
troduce some forms of degradation themselves.

We pursued a non-invasive approach for characterizing the evolution
of degradation in PSCs using a combination of optical characteriza-
tion, modelling, and simulation. Using a software package for coherent
light propagation in thin film layer stacks, reflectance and transmit-
tance spectra were used to model the complex refractive index of each
functional layer. The evolution of degradation was then studied for
ageing methylammonium PSC using periodically measured reflectance
data. We will discuss if the evolution of lead iodide, the undoubtable
by-product of degradation can be detected using optical simulation.

CPP 12.51 Mon 18:00 P1
Charge Carrier Properties of Cs2AgBiBrg in Thin Films for
Perovskite Solar Cells — eTiMm P. ScHNEIDER, JoNas HorN, and
DERCK SCHLETTWEIN — Justus-Liebig-Universitdt Giefien, Institut
fiir Angewandte Physik

The double perovskite CsaAgBiBrg is regarded as a potential candi-
date to replace the toxic lead perovskites currently used in perovskite
solar cells and can potentially be used for photo- and x-ray detection.
For any such technical application the electrical properties of the dou-
ble perovskite play an important role. Therefore, the charge transport
in Csp AgBiBrg was systematically studied in different sample geome-
tries. Thin films were prepared onto micro-structured interdigitated
metal electrode arrays as well as sandwiched between different electron-
conducting or hole-conducting layers that are often used in perovskite
solar cells, to achieve single-carrier-devices. Aside from estimates of the
conductivity and a discussion of possible trapping of charge carriers,
the obtained current-voltage characteristics yielded insights into con-
tact formation, hysteresis and intrinsic ion migration. Further, atomic
force microscopy showed a strong influence of the underlying substrate
on the morphology of the CsyAgBiBrg thin films.

CPP 12.52 Mon 18:00 P1
Decoding the Self-assembled Plasmonic Nano-structure in
Colloidal Quantum Dots for Photodetectors — eTiANFU GUAN,
WEr CHEN, CHRISTIAN L. WEINDL, SuzHE Liang, and PETER
MULLER-BuscuBAUM — Technische Universitdt Miinchen, Physik-
Department, Lehrstuhl fiir Funktionelle Materialien, James-Franck-
Strafie 1, 85748 Garching, Germany

Hybrid plasmonic nanostructures have raised great interest for being
used in a variety of optoelectronic devices, due to the surface plas-
mon resonance (SPR). Charge carriers trapped in colloidal quantum
dots (QDs) at localized surface defects is a key issue in photodetectors.
Self-assembled hybrid metal/quantum dots can couple plasmonics and
quantum properties to photodetectors and modify their functionality.
Arranged and localized hybrid nanostructures impact on excitons traps
and light harvesting. Here, we demonstrate a coupling hybrid struc-
ture using self-assembled gold nanoparticles (Au NPs) doped in PbS
QDs solid for mapping the interface structures and the motion of ex-
citons. Grazing incidence small angle X-ray scattering (GISAXS) was
used to characterize the order of the Au NPs in the hybrid structure.
Furthermore, by correlating the sizes of the Au NPs in the hybrid struc-
ture with corresponding differences in photodetector performance, we
could obtain the interface carriers trapping influences in the coupling
structure.

CPP 12.53 Mon 18:00 P1
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Einfluss von CO2 auf die Zusammensetzung von Produkten
bei der Hydrierung von Kohlenstoffoxiden an einem Kataly-
sator mit GdFeO3-Perowskitstruktur — ePoLiNA AKHMINA —
Moscow, Russia

Heute stehen viele Menschen in der Welt vor der Notwendigkeit, den
stdndig wachsenden Energiebedarf zu decken. Einen wichtigen Platz
nimmt die Energie von Kohlenwasserstoffen ein, eine der vielverspre-
chenden Methoden zu deren Synthese ist die Fischer-Tropsch-Synthese.
Bakannte Katalysatoren fiir die Fischer-Tropsch-Synthese sind Ver-
bindungen auf Eisen- und Kobaltbasis, auch komplexe Oxide mit der
ABO3-Perowskitstruktur (A-Kation eines Alkali- oder Seltenerdme-
talls, B - Ubergangsmetallkation) finden ihre Anwendung. Es wurde ein
Experiment mit der Feststellung der Wirkung der Einfiihrung von Koh-
lendioxid in die Zusammensetzung des Synthesegases CO:H2 durchge-
fiithrt. Das Reaktionsgemisch wurde auf einem Gaschromatographen
mit einer Edelstahlsdule analysiert, die Menge der Produkten wurde
aus der Fliache der chromatographischen Peaks bestimmt. Als Ergebnis
wurde erfahren, dass, im Fall wenn der Gehalt von CO2 in der Reak-
tionsmischung 17 % ist (Verhéltnis der Reagenzien (CO:CO2): H2 =
(1:1:2)), im Vergleich zu der Reaktionsmischung ohne Kohlendioxid,
ist eine Erhéhung der Menge der gebildeten leichten Olefinen und ei-
ne Erhdhung der Olefin/Paraffin-Verhéltnisse bemerkt. Auferdem gab
es eine Verringerung der Umwandlung von CO. Einer der mdoglichen
Griinde fur die Verringerung der Umwandlung ist das Auftreten eines
Boudouard Nebenreaktion: 2CO = C + CO2

CPP 12.54 Mon 18:00 P1

Semiconducting Carbon Nitride Thin Films — eHsu THAzIN

MvinT!, Lennarr K. Res!, Manuer A. Reus!, NAREN-
DRA CHAULAGAIN?, KARTHIK SHANKAR?, and PETER MULLER-
BuscaBaum®? — ITU Miinchen, Physik-Department, LS Funk-

tionelle Materialien, 85748 Garching — 2University of Alberta, De-
partment of Electrical and Computer Engineering, Edmonton, AB
T6G 1H9, Canada — 3MLZ, TU Miinchen, 85748 Garching

Researchers endeavoring for a clean energy resource have focused on a
semiconducting material called graphitic carbon nitride (g-C3N4). The
unique property of this material is being environmentally benign due
to its metal-free nature, and high solubility in water. Moreover, the
earth-abundance of carbon and nitrogen enables easy synthesis at low
costs. The astonishing optoelectronic properties, high stability, and
absorption in UV-visible region with band-gap energy of 2.7eV render
g-C3Ny4 a prime center for the extensive applications such as solar en-
ergy utilization. Fabrication of homogeneous g-C3N4 thin films with
tailored thickness and morphology is important to develop novel appli-
cations. However, the material deposition to achieve homogeneous thin
films is still challenging, rendering information about the bulk material
properties essential for device application largely unknown to date. In
this work, the low waste and scalable slot-die coating method is fine-
tuned to get uniform and high-quality films with good adhesion onto
the substrates. The final optimized thin-film properties are studied in
terms of spectroscopic, morphological and structural characterization
methods.

CPP 12.55 Mon 18:00 P1
Comparison of exciton diffusion in organic and inorganic
semiconductors — eDomMINIK MuUTH, MARINA GERHARD, GREGOR
WitTE, DANIEL BiscHoF, and SEBASTIAN ANHAUSER — Philipps Uni-
versitat, Marburg, Deutschland

The mechanisms of exciton and charge carrier transport in organic
and inorganic semiconductors differs greatly. To characterize trans-
port processes on the picosecond time scale, a streak camera coupled
with a megahertz laser system is employed. The spatio-temporal evo-
lution of the excitation profile is studied at temperatures between 77
K and 295 K. Detailed analysis of the spatial broadening allows us to
estimate the underlying exciton diffusion coefficients as a function of
time and temperature. In single crystalline tetracene we find evidence
for highly dispersive exciton transport, which indicates that excitons
populate more localized states on a time scale of a few hundred pi-
coseconds. Moreover, the diffusion coefficients show clear temperature
dependence, which will be discussed in this contribution.

CPP 12.56 Mon 18:00 P1
Matrix Influence on the Photodynamics of a TADF-Emitting
Molecule — eBjorN EwaLp!, ULricH MUELLER!, JoNas GEHRIG!,
Jonas BELLMANN!, and Jens Prraumb? — lExperimental Physics
VI, University of Wiirzburg, 97074 Wiirzburg — 2ZAE Bayern, 97074
Wiirzburg
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The singlet-triplet dynamics of thermally activated delayed fluores-
cence (TADF) emitters is of high technological relevance for their ap-
plication in 3rd generation Organic Light Emitting Diodes. In this
respect, the molecular and solid-state properties of the matrix mate-
rial hosting the molecular TADF-dopant, may drastically influence its
confirmation, the related energetics and thus, its rate dynamics and
the overall OLED efficiency. By virtue of their dark and long-living
nature, spectroscopic access to the population dynamics of involved
triplet states in such host-guest systems is not trivial. Here we ap-
plied a spectroscopic method, based on transient intensity-modulated
photoluminescence (TIM-PL). Resting on a generic three level scheme,
this technique yields access to the singlet-triplet population dynamics
and the corresponding rates in TADF host-guest blends. We studied
the photophysics of the TADF-emitter TXO-TPA doped into matrices
with different crystalline order (PMMA and mCP). We can confirm
that local matrix effects impose a significant impact on the rate dy-
namics and the singlet-triplet conversion. Particularly the intersys-
temcrossing rate can be drastically influenced by the local matrix en-
vironment. Hence the data obtained by the TIM-PL method, allow for
a more rational selection of suited TADF guest-matrix combinations.

CPP 12.57 Mon 18:00 P1
Optically Detected Magnetic Resonance (ODMR) studies
on Pentacene doped p-Terphenyl microcrystals — eDoMINIK
WinTER!, BsorN EwaLp!, and Jens Prraum®2 — lExperimental
Physics VI, University of Wiirzburg, 97074 Wiirzburg — 2ZAE Bay-
ern, 97074 Wiirzburg

The characteristic wavefunctions of the pentacene triplet states of-
fer the possibility to maintain an asymmetric occupation of the var-
ious sublevels even at room temperature. Exposing pentacene sin-
gle molecules embedded in a crystalline environment to microwaves of
suited frequency, a controlled variation in population of the resonant
triplet states can be achieved and optically detected - a technique
termed optically detected magnetic resonance (ODMR). Here we re-
port on our first results on the triplet polarization of pentacene doped
p-terphenyl microcrystals prepared by microspacing in-air sublimation
(MAS). By means of zero-field ODMR we analyze the microwave-
induced transitions between the contributing triplet states. We will
demonstrate and evaluate how the fast and easy method of MAS pro-
vides microcrystals that show an enhanced nuclear spin polarization.
This process of triplet-induced dynamic nuclear polarization (DNP),
is considered a potential approach to enhance the nuclear spin polar-
ization of water and, thus, to significantly improve the image contrast
of magnetic resonance imaging (MRI) as well as the sensitivity of non-
invasive methods for structural characterization [1].

[1] K. Nishimura et al., Phys. Chem. Chem. Phys., 2019,21, 16408-
16412

CPP 12.58 Mon 18:00 P1

Dye-induced Fluorescence Quenching of Quantum Dots hav-
ing Different Excited State Lifetimes and Confinement Po-

tentials — eSALEEM AL-Maskari', ABEY Issac!, EkrLas AL-
Guartami', SR Varanasi!, R.G. SumesH Sorin!, and Osama K.
ABou-ZiEp? — !Department of Physics, College of Science, Sultan

Qaboos University, Muscat, 123, Oman — 2Department of Chemistry,
College of Science, Sultan Qaboos University, Muscat, 123, Oman

We study the role of quantum confinement and the excited-state life-
time on the fluorescence quenching of heavy metal free quantum dots
(QDs). Two different types of QDs are selected, namely CulnS2/ZnS
(CIS) and InP/ZnS (InP). Quantum confinement in CIS QDs is weak
(exciton Bohr radius aB = 4.3 nm versus particle size = 3.5 nm)
whereas that in InP QDs is strong (aB = 15 nm versus particle size =
3.9 nm). Moreover, the excited-state lifetime of CIS QDs is ca. 298 ns
whereas that of InP QDs is ca. 37 ns. Rhodamine 575 (Rh575) dye
molecules adsorbed on the surface of QDs are used as the quencher.
Stern-Volmer analysis of steady-state and time-resolved optical spec-
troscopy data reveal that in CIS-Rh575 and InP-Rh575 assemblies,
although static and dynamic quenching are present, dynamic quench-
ing is dominating. Further, quenching is more efficient in CIS-Rh575
assembly. We propose a model based on the quantum mechanical tun-
neling of the excited QD electron onto the dye induced surface states
and subsequent non-radiative relaxation as the quenching mechanism.
In addition, the long-lived excited state of CIS QDs support the tun-
neling mediated quenching in CIS-Rh575 assembly.

CPP 12.59 Mon 18:00 P1

sustainable materials for building-integrated photovoltaics —
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1 1.2 CONSTANTIN HARDER!'3, BENEDIKT

®ZIMEI CHEN', MARIE BETKERD

SOCHOR!, MATTHIAS SCHWARZKOPF!, DANIEL SODERBERGZ, NADJA
KOLPIN', ARIK WILLNER!, and sTEPHAN V. ROTHD2 — lDeutsches
Elektronen-Synchrotron (DESY), 22607 Hamburg, Germany — 2KTH
Royal Institute of Technology, SE-100 44 Stockholm, Sweden —

3Technische Universitdt Miinchen, 85748 Garching, Germany

Cellulose nanofibrils (CNF) as a bio-based material are very attrac-
tive due to their resource-saving and renewable property. They are
biocompatible, flexible, lightweight, transparent and show excellent
mechanical strength. With functionalized properties, they can be used
as substrate for incorporating photovoltaic or electronic devices. In
this project, we are going for building-integrated photovoltaics. So-
lar cells with PEDOT:PSS as electron blocking layer, P3BHT:PCBM as
photoactive layer and ZnO as hole blocking layer will be designed both
in standard and inverted devices directly deposited on a CNF compos-
ite. A CNF / Ag nanowires mixture can be used as electrode material
to improve the conductivity of Ag metal as electrode. Spray deposi-
tion will be used as a suitable technique to fabricate such functional
layers in a large scale with homogeneous surface and a low rough-
ness. in-situ grazing incidence small- and wide-angle X ray scattering
(GISAXS/GIWAXS) will be used to observe the nanostructuring of
each layer on the CNF composite base material and to optimize the
fabrication process.

CPP 12.60 Mon 18:00 P1
P3HT:PCBM Polymer Solar Cells from a Didactive Perspec-
tive — eSHAHIDUL ArLam!, AMAN ANANDZ, Mp MoipuL IsLam?,
Rico MEITZNER?, AURELIEN SOKENG DJouMEssi?, JOSEF SLOWIK?Z,
ZEKARIAS TEKLUZ2, PETER FISCHER®, CHRISTIAN KASTNER®, JAFAR
I. Kuan!, UrricH S. ScuHUBERT?, FrEDERIC Laquarl, and HaRr-
ALD Hoppe! — !King Abdullah University of Science and Technol-
ogy (KAUST), KAUST Solar Center (KSC), Physical Sciences and
Engineering Division (PSE), Kingdom of Saudi Arabia — 2Friedrich
Schiller University Jena, Germany — 3Ilmenau University of Technol-
ogy, Germany

In this work, we studied the influence annealing process on the per-
formance of the common polymer:fullerene bulk heterojunction solar
cells with conventional architecture, comprising P3HT:PC60BM blend
as a photoactive layer. The non-annealed active layer device exhibited
a power conversion efficiency of less than 1%, which was significantly
lower than the pre and post-annealed device. In order to investigate the
impact of pre and post thermal annealing on the natural morphological
state of the polymer, regiorandom and regioregular type P3HT were
used in photoactive layers. Changes in solar cell performance were as-
sociated with different extraction probabilities due to changed anneal-
ing conditions. Several spectroscopic techniques like EL, SS-PL, and
TR-PL were employed to comprehend the phenomenon of charge pho-
togeneration processes. Finally, to explore the morphological changes
upon annealing, AFM and ELI measurements were performed on films
and solar cells, respectively.

CPP 12.61 Mon 18:00 P1
Simultaneously enhanced performance and stability of NFA
solar cells with PETMP interfacial process — eZgrur Lil2,
CHANGQI MA2, and PETER MULLER-BuscaBaUM! — 1TU Miinchen,
Physik-Department, LS Funktionelle Materialien, 85748 Garching —
2j-Lab &Printed Electronics Research Center, Suzhou Institute of
Nano-Tech and Nano-Bionics, Chinese Academy of Sciences (CAS),
Suzhou 215123, P. R. China

With the rapid development of novel non-fullerene acceptors (NFA),
the PCE of NFA solar cells has reached over 18.6%, while the poor
stability is still the limitation for application. For NFA solar cells, the
hydroxyl radicals of ZnO forming under illumination would cause the
degradation of the acceptor material, which is one key source for perfor-
mance decrease. They could be effectively suppressed through modify-
ing ZnO with radical trapping agents, such as 2-phenylethylmercaptan
(PET). Unfortunately, PET is highly toxic with a bad smell. Here,
PETMP with similar end group as PET is used as the alternative and
it’s found to be able to suppress the formation of hydroxyl radicals as
well as to improve the device stability. Moreover, PETMP can improve
the Jsc of devices through promoting the vertical phase separation of
the active layer. Lastly, other similar derivatives is also tried and the
amount of sulfhydryl is found to be highly important to the enhanced
performance and stability, since only molecules with more sulfhydryl
groups could work well. The interaction between PETMP and ZnO is
the key factor promoting such a benefit. This work provides a perfect
interfacial modification agent for more stable NFA solar cells.
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CPP 12.62 Mon 18:00 P1
Improved hole extraction selectivity of polymer solar cells
by combining PEDOT:PSS with WO3 — eAURELIEN SOKENG
DioumMEssi'»2, SHAHIDUL ALaM!:2, JosE PRINCE MADALAIMUTHUZ,
Aman  Ananpb2) Joser Srowikb 2, Tuaro PrrLuc®?, Rico
MEerTzNErR' 2, RoLAND RoErscu!:?, EnrRico GNEcco®, ALEXANDER
Horn3, ULricH S. ScHUBERT 2, and HArRaLD Hoprpr!2 — 1Center
for Energy and Environmental Chemistry Jena (CEEC Jena), Friedrich
Schiller University Jena, Philosophenweg 7a, 07743 Jena, Germany
— 2Laboratory of Organic and Macromolecular Chemistry (IOMC),
Friedrich Schiller University Jena, Humboldstrasse 10, 07743 Jena,
Germany — 3Laserinstitut Hochschule Mittweida, Hochschule Mit-
tweida, Schillerstrafe 10, 09648 Mittweida, Germany — *Institut fiir
Physik, Technische Universitdat Chemnitz, Reichenhainer Strafie 70,
09126 Chemnitz, Germany — 2Otto Schott Institute of Materials Re-
search, Friedrich Schiller University Jena, Lobdergraben 32, 07743
Jena, Germany

Since the device performance and stability of polymer solar cells
strongly depend on the interfacial charge extraction layers, we inves-
tigated the impact of hole transport layer (HTL) in the devices by
varying the HTL material and layer stack systematically between PE-
DOT:PSS and a sol-gel derived tungsten oxide (WO3). Interestingly
there was an increase of the work function upon stacking both ma-
terials and the triple layer WO3/PEDOT:PSS/WO3 configuration re-
sulted in the best device performance and an increased reproducibility
in the lifetime compared to the use of pristine WO3 and PEDOT:PSS

CPP 12.63 Mon 18:00 P1
Compatible solution-processed interface materials for im-
proving efficiency and prolonging the lifetime of polymer so-
lar cells — eZnuo Xul2, Jose PriNcE MapaLamutnub2, Joser
BEeRND SLowikb2, Rico MEITzNER!2, SHAHIDUL ALaM!:2:3 ULRICH
S ScuuserT!2, and HaraLp Hoppe!2 — !Laboratory of Organic
and Macromolecular Chemistry (IOMC), Friedrich Schiller Univer-
sity Jena, Humboldtstrafe 10, 07743 Jena, Germany. — 2Center for
Energy and Environmental Chemistry Jena (CEEC Jena), Friedrich
Schiller University Jena, Philosophenweg 7a, 07743 Jena, Germany.
— 3King Abdullah University of Science and Technology (KAUST),
KAUST Solar Center (KSC), Physical Sciences and Engineering Divi-
sion (PSE), Material Science and Engineering Program (MSE), Thuwal
23955-6900, Kingdom of Saudi Arabia

The electron transport layer in a solar cell is one of the main com-
ponents which plays a crucial role in the separation of charges and
improving the efficiency of the solar cells. Herein, solution-processed
organic solar cells (PBDTTT-CT:PC70BM) were fabricated with
PDINO, Titanium Oxide, and PDINO:TiOx as an ETL. The effect
of different ETLs on the performance of solar cells was observed. An
efficiency of 7.94% was achieved when PDINO:TiOx was used as an
ETL which is one of the highest reported efficiencies for halogen-free
solvent processed PBDTTT-CT:PC70BM polymer solar cells. Mean-
while, lower recombination and higher exciton dissociation probability
were observed in PDINO:TiOx based PSCs, as well as the superior
stability at 45 oC in air.

CPP 12.64 Mon 18:00 P1
Investigation of solvent dependent morphology degrada-
tion of PTQ-2F:BTP-4F bulk heterojunctions — eLukas
V. Spanier!, REnjuN Guol, JurLian E. Hecer!, YuqQin Zou?,
MarTHiAS NUBER?, MATTHIAS SCHWARTZKOPF®, HRISTO IGLEVZ,
REINHARD KIENBERGER?, STEPHAN V. RoTH?, and PETER MULLER-
Buscusaumb* — ITU Miinchen, Physik-Department, LS Funk-
tionelle Materialien, 85748 Garching — 2TU Miinchen, Physik-
Department, LS Laser- und Rontgenphysik, 85748 Garching —
3DESY, 22607 Hamburg — *MLZ, TU Miinchen, 85748 Garching

Lately, organic solar cells (OSCs) have gained increasing attention due
to their rapidly increasing efficiencies as well as the relatively easy
scalability in their manufacture. To make the manufacturing process
of the bulk-heterojunction (BHJ) more environmentally friendly, in-
creased efforts have recently been made to use halogen-free solvents,
which, however, can lead to reduced efficiencies.

We investigate and compare the changes in morphology and perfor-
mance stability of PTQ10:BTP-4F OSCs processed from various sol-
vents, utilising operando grazing-incidence small and wide angle X-ray
scattering during illumination and solar cell operation. We further
show the impact of solvent composition on the charge carrier gener-
ation in the respective BHJs using time-resolved transient absorption
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spectroscopy, analysing the connection between thin-film morphology
and device performance in polymer:non-fullerene acceptor OSCs.

CPP 12.65 Mon 18:00 P1
Polysulfobetaines as electron transport layers in organic so-
lar cells employing a PBDBTCI-DTBT:BTP-4F active layer
— oSEBASTIAN COEN!, AposToLos Vacias?, JoHANNA EICHHORNS,
Luxas SPaNIER!, ZErUI Lit, XiNvU Jiang!, ANDRE LAascHEWSKY®5,
and PETER MULLER-BuscuBaum!®:2 ITU Miinchen, Physik-
Department, LS Funktionelle Materialien, 85748 Garching — 2MLZ,
TU Miinchen, 85748 Garching — 3WSI, TU Miinchen, AG Experi-
mentelle Halbleiterphysik, 85748 Garching — *Universitit Potsdam,
Institut fiir Chemie, 14476 Potsdam-Golm — ®Fraunhofer IAP, 14476
Potsdam-Golm

Zwitterionic polymers (e.g. polysulfobetaines) have so far been system-
atically explored as antifouling agents due to their total electroneutral-
ity and superhydrophilicity. These macromolecules carry a permanent
dipole moment because of the simultaneous presence of positive and
negative charges on the backbone. However, this dipole moment can
affect the optoelectronic properties and charge transport when such
polymers are considered as interlayers for organic solar cells. So far, the
role of polyzwitterions as interlayers of organic photovoltaics remains
unexplored. We investigate the use of one specific polysulfobetaine
(PSPE) in this work. We study its optoelectronic and morphologi-
cal properties under the aspect of usage in an organic solar cell. For
this solar cell, we use an active layer of a PBDBTCI-DTBT:BTP-4F
blend with an architecture of ITO/PEDOT:PSS/Active Layer/PSPE
or PDIN/Ag. PDIN is a reference electron transport layer material
showing similar band positions as PSPE.

CPP 12.66 Mon 18:00 P1
Possibilities and limitations for the alignment of poly-
mer chains in photovoltaic materials — eRoBIN TEICHGREBER,
FaBiaN ELLER, and Eva M. Herzic — Dynamik und Strukturbil-
dung - Herzig Group, Universitat Bayreuth, Universitatsstr. 30, 95447
Bayreuth, Germany

The arrangement of the polymer chains on the nanoscale in thin films
influences the optical and electrical properties of the material in a de-
cisive way. For efficient charge transport, a sufficient alignment of the
polymers is necessary. Due to the sensitive nature of the microstruc-
ture to various influencing variables such as concentration, solubility,
and temperature, this goal presents an experimental challenge. How-
ever, a deliberate alignment will allow to probe optical and electric
photovoltaic properties more systematically. Li et al. [1] have shown
that thin films with a high degree of alignment can be produced via
dip-coating by varying the coating speed and concentration using the
polymer PII-2T. The simple nature of the dip-coating process makes
it attractive, also for other polymers, should similar results be obtain-
able. Here, it will be shown which results can be obtained in a dip-
coating based process with P3HT and high performance polymers like
PM6. For this purpose, different influencing variables such as coating
speed, concentration, solvent quality and temperature are evaluated.
In addition, the process is extended to include pre-processing and post-
processing steps.

[1] Li, Qi-Yi; Yao, Ze-Fan; Lu, Yang; Zhang, Song; Ahmad, Zachary;
Wang, Jie-Yu; et al. Adv. Electron. Mater., 6 (6), 2000080, 2020

CPP 12.67 Mon 18:00 P1
PbS quantum dot solar cells with a IZO buffer layer
at quantum dot/ZnO interface — eHuaviNG Znonc!, WEr
Cuenb?2, Lukas V. SPANIER!, CHRISTOPHER R. EVERETT!, MANUEL
A. Reus!, Xinvu Jianc!, SHansHAN YIN!, MARLENE SOPHIE
HARTEL?, J1aAHUAN ZHANG?, BERTWIN BILGRIM OTTO SEIBERTZ?,
MATTHIAS SCHWARTZKOPF?, STEPHAN V. RoTH®, and PETER
MULLER-BuscuBaumM!»6 — I'TU Miinchen, Physik-Department, 85748
Garching, Germany — 2James-Franck-Strae 1 — 3HZB, Solar En-
ergy, 14109 Berlin — 4TU Berlin, Department of Technology for Thin-
film Components, 10623 Berlin — °DESY, 22607 Hamburg — MLZ,
TU Miinchen, 85748 Garching

Colloidal quantum dots (CQDs) have generated great interests in var-
ious optoelectronic devices due to their size-tunable bandgap, low-
temperature solution processability. Lead sulfide (PbS) CQDs with
large Bohr radius enable solar cells to harvest infrared photons of the
solar spectrum beyond the absorption edge of crystalline silicon and
perovskites. Interface engineering, as one of strategies to improve de-
vice performance, is designed to form an energy cascade to enable an
efficient charge transfer and promote exciton dissociation. Moreover, it
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can also offer good interfacial contact and improve device air stability
by selecting appropriate materials. Here, we sputter the indium zinc
oxide (IZO) as the interlayer between PbS QDs absorption layer and
ZnO nanoparticle (NP) electron transport layer (ETL), to fabricate
PbS QD solar cells and study the trap densities and charge transport
process at QDs interfaces.

CPP 12.68 Mon 18:00 P1
Preparation of Highly Crystalline ZnO Thin Films at Low
Temperatures using ZnO Nanoparticles to Enable High-
Quality Organic Solar Cells On Flexible Substrates —
eEMANUEL ANWANDER, LUKAS V. SPANIER, and PETER MULLER-
BuscuBaum — TU Miinchen, Physik-Department, Lehrstuhl fiir
Funktionelle Materialien James-Franck-Strafse 1, 85748 Garching

The possibility to build flexible light weight OSCs makes them very
promising for aviation and aerospace applications. Therefore, inex-
pensive and scalable materials such as PET or PEN are desirable sub-
strates. Conventional sol-gel preparation of ZnO thin films, which
have proven to be the best choice for electron transport layers (ETLs)
in inverted OSCs, requires annealing at temperatures up to 200°C.
Since PET and PEN have glass transition temperatures of 69°C and
113°C, respectively, and are long term heat resistant at a maximum
of 120°C and 155°C, respectively, a way to produce high-quality ZnO
thin films at low temperatures is required. One approach to achieve
this goal is to use a solution of pre-synthesized ZnO nanoparticles.
These nanoparticles exhibit high crystallinity and thus good ZnO thin
films that have higher charge carrier mobility and lower recombination
rates than the sol-gel ZnO films can be formed at room temperature
without annealing. This approach allows the realization of lightweight
OSCs on flexible substrates that have the same or even higher efficien-
cies than conventional OSCs on rigid substrates with ETLs prepared
using the sol-gel method.

CPP 12.69 Mon 18:00 P1
Calculation of vibronic progressions for PPE-PPV polymers
— MonTassaAR CHAABANI', SaMIR RompHANE!, and eWICHARD
BeENKEN? — 1Laboratoire Matériaux Avancés et Phénoménes Quan-
tiques, Faculté des Sciences de Tunis, Université Tunis El Manar, Cam-
pus Universitaire Tunis, 2092, Tunisia — 2Institut fiir Physik, Technis-

che Universitat Ilmenau, Weimarer Str. 32, 98693 Ilmenau, Germany

We have calculated the vibronic progressions for absorption and photo-
luminescence spectra of conjugated copolymers with alternating PPE
and PPV units and various side-chains.

CPP 12.70 Mon 18:00 P1
Investigation of Crystal Structure of Polydiketopyrrolopyr-
role Copolymers — eRoBErT KanL!, GeErT KRrRAUSs?, ANDREAS
ERHARDT?, OLEKSANDR DOLYNCHUK!, MUKUNDAN THELAKKATZ,
and THoMAS THURN-ALBRECHT! — !Experimental Polymer Physics,
Martin Luther University Halle-Wittenberg — 2Applied Functional
Polymers, University of Bayreuth

Polydiketopyrrolopyrrole (PDPP) copolymers are promising materials
for applications in organic solar cells and transistors. Their chemical
structure offers many possibilities for modifications, allowing to adjust
their optoelectronic properties according to the desired application.
Here, we investigated the molecular ordering and thermal properties
in bulk (WAXS, DSC, TGA) and in thin films (GIWAXS, AFM) of
three exemplary PDPPs, two donor polymers: PDPP[T|2{2-HD}2-
T (PDPPr) with thiophene flanking units and PDPP[T|2{2-HD}»-
T{DEG} (PDPPr_pgg) with thiophene flanking units and an ad-
ditional OEG side chain, and one acceptor polymer: PDPP[Py|2{2-
HD}»-T (PDPPp,) with pyridine flanking units. In the ordered state,
all three PDPPs show regular w-m-stacked backbones (dg2o0 = 3.7 -
3.9 A) and a regular layered structure of demixed backbones and
side chains (d1gp = 18.7 - 19.1 A) While PDPPr and PDPPr_opEga
only have sanidic liquid crystalline order, PDPP p, has a complex tri-
clinic structure. PDPPpr_pgqg has the lowest melting temperature
and PDPPp, the poorest thermal stability of the three. These re-
sults demonstrate the significant influence of seemingly small chemical
modifications on crystal structure and thermal properties of PDPPs.

CPP 12.71 Mon 18:00 P1
Fluorinated thieno-quinoxalines - a systematic study on con-
formational locking and accompanied electronic characteris-
tics — eM.M. Isam®2, A.M. Anton!2, R. MEerrzner!:2, C.L.
CrocHos?%, U.S. ScuuBerr>2, and H. Hoppe!'2 — lLaboratory
of Organic and Macromolecular Chemistry (IOMC), Friedrich Schiller
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University Jena, Humboldstrasse 10, 07743 Jena, Germany — 2Center
for Energy and Environmental Chemistry Jena (CEEC Jena), Friedrich
Schiller University Jena, Philosophenweg 7a, 07743 Jena, Germany
— 3Institute of Chemical Biology, National Hellenic Research Foun-
dation, 48 Vassileos Constantinou Avenue, Athens 11635, Greece.
— 4Advent Technologies SA, Patras Science Park, Stadiou Street,
Platani-Rio, 26504, Patra, Greece

Low band-gap thieno-quinoxaline derivatives are promising donor ma-
terials in organic solar cells. Fluorination, on the one hand, can lower
both the HOMO as well as LUMO energy levels and thus enhance
stability. On the other hand, electron exchange between hydrogen or
sulfur and fluorine atoms might cause noncovalent interactions and
steric hindrance. Six thieno-quinoxaline derivatives with systemati-
cally fluorinated sites have been investigated in solution, pristine films,
and blends with ITIC as acceptor. UV-Vis absorption spectra reveal
the sensitivity of stacking depending on the particular fashion of flu-
orination, which affects the size of photochromic units. The stacking
propensity is corroborated by DFT simulations. Fluorescence spec-
troscopic indicates different photoluminescence pathways indicated by
excitation-independent and excitation-selective PL signals.

CPP 12.72 Mon 18:00 P1
Optically detected magnetic resonance of OLED materials us-
ing a confocal microscope — ePascAL ScHADY, FABIAN BINDER,
MonNa LOTHER, VLADIMIR DyvakonNov, and ANDREAS SPERLICH —
Experimental Physics VI, Julius Maximilian University of Wiirzburg,
97074 Wiirzburg

Optically detected magnetic resonance (ODMR) is a specialized tech-
nique to investigate spin-dependent optical transitions in solids. This
method is also applicable for examining photoluminescence character-
istics of semiconducting organic materials which are becoming increas-
ingly popular for, e.g. display applications. In typical ODMR setups
a laser beam is guided into a microwave-cavity from one side while
the emission spectrum of the sample is detected from the other. To
improve upon that, we build a confocal microscope around the cavity,
such that white light as well as a laser beam are guided through the
cavity opening onto the sample, allowing us to locally excite sample
spots while monitoring the laser spot and photoluminescence through
a camera and photodetector. By implementing these upgrades we aim
to enhance sensitivity while also enabling improved control over the in-
vestigated sample spot in order to highlight excited state spin physics
processes of potential organic light emitting diode materials.

CPP 12.73 Mon 18:00 P1
Conception and realization of a highly automated physical
vapor deposition system for the fabrication of organic light-
emitting diodes — eFaBiaN BINDER, MoNA LOTHER, VLADIMIR
Dvyakonov, and ANDREAS SPERLICH — Experimental Physics VI,
Julius Maximilian University of Wiirzburg, 97074 Wiirzburg

Organic light emitting diodes (OLEDs) are most commonly produced
in ultra-high vacuum by physical vapor deposition of different organic
and metallic layers on a carrier substrate. We designed a production
system that should enable an almost completely automated production
of the OLED-devices by the use of many sensor solutions and electric
stepper motors. The different stepper motors allow a smooth and pre-
cise positioning of the OLED-sample above the evaporation crucibles
in the vacuum chamber. Being positioned over an evaporation cru-
cible, the sample needs to rotate with a defined speed to achieve an
even deposition of the material. In order to vapor-deposit material,
a certain, material-specific temperature range is required. This is re-
alized by a software-based temperature controller which manages the
evaporation rate according to the specifications of the user. A user
interface makes it possible to design the desired OLED layer stack and
provides information about the production progress. Finally, the first
OLED devices will be produced and an electrical characterization of
these devices, such as an investigation on the quantum efficiency will
be done.

CPP 12.74 Mon 18:00 P1
Nanoscale alignment and chemical characterization of self-
assembled all polymer donor-acceptor blends — eD1jo Moon-
NUKANDATHIL Josepu>2, Juanzi SHI®, Wanzau Car?, HARDIK
GADHER!, MoOHAMMAD SOLTANINZEHAD!2, IvAN G. SCHEBLYKINS,
and DanieLa TAuBeR2 — lLeibniz Institute of Photonic Technol-
ogy, Jena — 2Friedrich-Schiller University Jena, Germany — 3Lund
University, Lund, Sweden — 4Jinan University, Guangzhou, China
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Control of light polarization properties in self-assembled all-polymer
donor-acceptor blends enables intrinsic polarization-sensitive applica-
tions in organic optoelectronics. In general, the polarization proper-
ties of thin conjugated polymer films are related to the polymer chain
alignment in the film. Macroscopic domains of polymer alignment
were demonstrated in thin films of a quinoxaline-thiophene copoly-
mer (TQ1), which had been self-assembled via floating film transfer
[1]. The nano-chemical characterization of thin polymer films can be
achieved by nano-infrared spectroscopy (NanIR) methods [2]. We use
2D polarization imaging for characterizing the polarization properties
of several thin polymer blend films fabricated via floating film trans-
fer. In addition we investigate the chemical nanostructure of these
films using mid-infrared photoinduced force microscopy. — [1] Tauber
et al. ACS Omega 2017, 2, 32-40. [2| L. Xiao, Z.D. Schultz, Anal.
Chem. 2018, 90 (1), 440-458.

CPP 12.75 Mon 18:00 P1
Ground-state charge transfer and influence on charge carrier
transport in organic donor-acceptor mixtures — eHoNGgwoON
Kim?!, FLorian FENzEL!, DoMENIK VOGEL!, ANDREAS OPITZ?, and
WoLrcaNne BroUTTING! — lExperimental Physics IV, Institute of
Physics, University of Augsburg, 86135 Augsburg — 2Supramolekulare
Systeme, Institut fiir Physik, Humboldt-Universitat zu Berlin, 12489
Berlin

In organic semiconductors, charge transfer (CT) states form at in-
terfaces or in mixtures of electron accepting and donating molecules.
Their mutual electronic interaction is accompanied by a partial or full
transfer of electric charges. This charge transfer is crucial to generate
excess charges in (opto-)electronic devices, i.e. to facilitate electrical
doping.

We have investigated donor-acceptor thin films consisting of electron
donating molecules (DIP, 6T, DBTTF, and DBP) mixed with strong
acceptors (F6TCNNQ and HATCN). It is investigated that the ther-
mal activation energy (Ea) decreases and the electrical conductivity
(o) increases through doping by strong acceptors. Furthermore, the
formation of CT states accelerates this doping effect and a highly im-
proved conductivity can be obtained on DBTTF/F6TCNNQ as well
as DIP/F6TCNNQ mixed thin films. This high conductivity is a re-
sult of increased concentration of charge carriers by doping effect as
well as its improved mobility by CT states formation. However, the
formation of CT states also has characteristic spectroscopic signatures
and affects the growth behavior of molecular donor-acceptor blends.

CPP 12.76 Mon 18:00 P1
Morphology and stability study of organic thin films —
eMrike Kunn!, Curis McNEemwL?, and Eva M. Hgrzig! —
IDynamik und Strukturbildung - Herzig Group,Universitit Bayreuth,
Universitétsstr. 30, 95447 Bayreuth, Germany — 2Material Science
and Engineering, Monash University, 20 Research Way, Clayton

New, promising materials with high efficiency are constantly being
discovered for organic solar cells. Often, these materials are chosen to
mainly maximize efficiency. However, stability also plays an impor-
tant role when selecting promising materials. The stability of organic
materials depends on many variables, such as photochemical stability,
photostability and morphological stability. In this analysis, we will
attempt to gain a better understanding of nanostructural changes
and hence morphological stability. [1] Using GIWAXS and absorption
measurements, we systematically investigate how the ageing process
affects the structure. In particular, we investigate the behaviour of
the morphological ageing mechanisms, such as the orientation and ag-
gregation of the material, as a function of temperature and substrate
properties. These experiments are carried out on organic polymers
such as PM6.

[1] C. Wopke; C. Gohler; M. Saladina; X. Du; L. Nian; C. Greve;
C. Zhu; K. M. Yallum; Y. J. Hofstetter; D. Becker-Koch; N. Li; T.
Heumiiller; I. Milekhin; D. R. T. Zahn; C. J. Brabec; N. Banerji; Y.
Vaynzof; E. M. Herzig; R. C. I. MacKenzie; C. Deibel, Nat. Comm.,
accepted

CPP 12.77 Mon 18:00 P1
Photoluminescence and Quantum Yield of a deep blue TADF
emitter — eMoNA LOTHER, FaBIAN BINDER, PAscaL ScHADYy,
JEANNINE GRUNE, VLADIMIR DyAkoNoOV, and ANDREAS SPERLICH —
Experimental Physics VI, Julius Maximilian University of Wiirzburg,
97074 Wiirzburg

Organic light-emitting diodes (OLEDs) based on thermally acti-
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vated delayed fluorescence (TADF) are becoming increasingly im-
portant due to their advantages over OLEDs of earlier generations
as they enable access to triplet excitons via reverse intersystem
crossing (rISC) without the need of resources-limited rare metal
complexes. However, TADF OLEDs have yet to reach commer-
cial viability, as an efficient and durable blue OLED remains to
be found. A promising design for a blue host-dopant system is
N7,N7,N13,N13,5,9,11,15-octaphenyl-5,9,11,15-tetrahydro-5, 9,11,15-
tetraaza-19b, 20b diboradinaphtho(3,2,1-de:10, 20, 30-jk|pent-acene-
7,13-diaminel (v-DABNA). This system belongs to the multiresonant
TADF compounds, represented typically by narrow band emission,
high photoluminescence quantum yield (PLQY) and a small singlet-
triplet gap AEgsT. In order to characterize its optical properties we
examined the steady state photoluminescence (PL), transient photo-
luminescence (trPL) and PLQY. Furthermore, we used different host
systems to survey the behavior of »-DABNA in a host-emitter sys-
tem. With these optical characterization methods we are able to bet-
ter understand the promising candidate of TADF OLEDs with high
efficiencies and color purity.

CPP 12.78 Mon 18:00 P1
Towards efficient blue perovskite lead-halide nanocrys-
tal light emitting diodes — eTassio Nauvsoks!, ADRIAN
Hocucesang?, CHRISTOPHER KirscH3, MARCUS SCHEELES, MUKUN-
DAN THELAKKAT?, and WorrGaNG BroTTING! — llnstitut fiir
Physik, Universitdt Augsburg, Germany — 2Universitiit Bayreuth,
Germany — 3Institut fiir Physikalische und Theoretische Chemie, Uni-
versitdt Tilbingen, Germany

The research focus for affordable solution-processed light-emitters has
been shifted towards quantum-dot materials in recent years. High
quantum yields (QY) even with inorganic nanocrystals (NC) capped
by organic ligands have been achieved. One prominent, particularly
highly luminescent type of NC is lead-halide perovskite with tunable
colour by halide composition achieving near-unity QY.

While for red and green emitting NCs the quantum efficiency in the re-
sulting LEDs is engineered to a satisfactory level, blue perovskite NCs
are still underperforming. One issue with blue and therefore wider
bandgap NCs lies in the very deep valence level. With that, hole in-
jection into the NCs is significantly impaired. Here we present two
approaches to enhance hole-injection into blue LHP NCs. The use of
carbazole moieties either within the ligand on the NC surface or as
a TCTA-doped polyvinyl-carbazole (PVK) polymeric hole transport
layer increases the efficiency in perovskite NC LEDs. We propose that
the carbazole group effectively blocks electrons, while its deep HOMO
facilitates the injection into the similarly deep valence level of the blue
perovskites.

CPP 12.79 Mon 18:00 P1

Photoinduced metastable and trapped charge-carrier pairs

CPP 13: Charged Soft Matter,
Time: Tuesday 9:30-11:15

Invited Talk CPP 13.1 Tue 9:30 H38
Insights into degradation mechanisms in Li-based batteries
and advantages of polymer coatings — eNEELIMA PauL — Heinz
Maier-Leibnitz Zentrum (MLZ), TU Miinchen, Lichtenbergstr. 1,
85748 Garching, Germany

Lithium-ion batteries are present in portable electronics, electric vehi-
cles and grid-scale energy storage and are an inherent part of our daily
life. They offer high energy density, high power density, stable tem-
perature performance, and are safe. However, they eventually suffer
from capacity fade due to some intrinsic degradation mechanisms, and
thus have a limited cycle life. To increase their lifetime, knowledge of
the responsible degradation/aging mechanism is crucial and most ben-
eficial if determined without destructive disassembly of the battery. I
will demonstrate how parameters responsible for aging such loss of mo-
bile Li inventory, active material degradation, metallic Li plating, can
be monitored and quantified using both operando and post-mortem
neutron techniques. Thereafter, I will describe the main degradation
mechanism in Li-metal batteries and show how this can be overcome
by applying viscoelastic polymer coatings with a specific mechanical
strength to the anode surface.

in neat amorphous films of OLED host materials — SEBAs-
TIAN Lurer!, JEANNINE GRUNE!, ANDREAS SPERLICH!, ®VLADIMIR
DvakoNov!, ANDREI STANKEVYCHZ?, ANDREY KADASSHCHUKZ, and
ANNA K6HLER? — lExperimental Physics 6, Julius Maximilian Uni-
versity of Wiirzburg, 97074 Wiirzburg — 2Soft Matter Optoelectronics
and Bavarian Polymer Institute (BPS), 95448 Bayreuth

We discuss light-induced ESR (LESR) transients, PL-detected mag-
netic resonance (PLDMR), and thermally-stimulated luminescence
(TSL) in neat amorphous thin films of 3’,5-di(9H-carbazol-9-yl1)-[1,1’-
biphenyl|-3-carbonitrile (mCBP-CN), which is commonly used as a
host material for blue emitters based on thermally activated delayed
fluorescence (TADF) in OLED devices. While the half-field LESR
signal associated with triplet excitations shows fast saturation being
comparable with the triplet lifetime, the full-field LESR featured ex-
tremely slow kinetics of both growth and decay at T=10K. The latter
implies very slow accumulation and subsequent recombination of the
photogenerated charge carriers due to shallow charge trapping at such
low temperatures. These results are in good agreement with the ob-
servation of a long isothermal afterglow lasting up to thousands of
seconds at 5K. Further, the persistent LESR signal is detected in the
same temperature range as the T'SL emission, implying that both are
caused by the same trapped carriers. Finally, PLDMR showed signals
from closed-by triplet states, emitting through fluorescence.

CPP 12.80 Mon 18:00 P1
Graphene nanoribbons synthesized on Au(111) and Au(788)
in ultra-high vacuum conditions and by atmospheric pres-
sure chemical vapor deposition method — eVasiLit Osipov, YI
Han, PaiLipp WEITKAMP, MAX REIMER, DRk HERTEL, and KLAUS
MEERHOLZ — Chemistry department, University of Cologne, Germany

Graphene nanoribbons (GNRs) are an interesting class of materials due
to their tunable width- and edge-type-dependent electronic structure.
The state-of-the-art methods of GNRs synthesis are bottom-up pro-
cesses involving polymerization of precursor molecules at catalytic sur-
faces, and are typically performed either in ultra-high vacuum (UHV)
conditions or by atmospheric pressure chemical vapor deposition (AP-
CVD) technique. Despite leading to GNR layers of reduced quality,
the AP-CVD method possesses advantages of simplicity and better
scalability compared to the UHV one, which make it a promising op-
tion for developing routes for synthesis of new types of GNRs. We
present results of AP-CVD synthesis of GNRs from different precur-
sors and their comparison to GNRs of corresponding types obtained
by UHV method, using Raman spectroscopy. Particularly, degree
of GNRs growth geometrical anisotropy, induced by using Au(788)
growth substrate instead of Au(111), is investigated by observing the
polarization-angle-dependent Raman intensity. This should eventually
contribute to better understanding of the processes of GNRs synthesis
and to development of technologies for functional (templating) mate-
rials for organic electronics.

Polyelectrolytes and lonic Liquid
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Location: H38

CPP 13.2 Tue 10:00 H38
Electrostatically Cross-Linked Reversible Gels - Effects of pH
and Ionic Strength — RomMaN Stanol'4, ePETER KoSovan!, AN-
pREA TaAcLiABUE?, and CHRrisTIAN HorLm® — Faculty of Science,
Charles University, Prague, Czechia — 2Universitd degli Studi dell
Insubria, Como, Italy — 2Institute for Computational Physics, Uni-
versity of Stuttgart, Germany — 4University of Vienna, Austria

Mixing of oppositely charged macromolecules can lead to the forma-
tion of electrostatically cross-linked coacervate gels. In this simula-
tion study, we determine the conditions under which four-armed star
copolymers with charged end-blocks are able to form such coacer-
vate gels. The cationic charged blocks consist of quenched charges,
whereas the anionic blocks contain pH-responsive weak acid groups.
We used the Grand-reaction method to determine the phase stability,
equilibrium composition, and structural properties of these systems in
equilibrium with a supernatant solution at various pH levels and salt
concentrations. Depending on the pH and hence on the charge state
of the polyanion blocks, we observed the emergence of three regimes:
a solution, a sol of isolated star clusters, and a gel*percolating net-
work of stars. Moreover, we demonstrate that the charge state of the
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stars in the gel phase can be well described by the ideal Henderson-
Hasselbalch (HH) equation, despite the presence of strong interactions
violating ideality. We can explain this surprising result by cancellation
of two stongly non-ideal effects. This observation explains why vari-
ous experiments on coacervate gels can be well described by the HH
equation, although its assumption of ideality is violated.

CPP 13.3 Tue 10:15 H38
Temperature Dependence of PSS diffusion in multilayers of
entangled PDADMA: more than one diffusion constant —
e ANNEKATRIN SiLL!, PETER NESTLER?, PETER THRAN!, and CHRIs-
TIANE A. HELM! — !University of Greifswald, Institute of Physics,
D-17489 Greifswald, Germany — 2ZIK HIKE-Biomechanics, Univer-
sity of Greifswald, D-17489 Greifswald, Germany

Layer-by-layer assembly is a widely used tool for engineering materials
and coatings, but the dynamics of the constituent polymer chains re-
main poorly understood. Using neutron reflectivity, the vertical diffu-
sion of polyanion PSS (Mw(PSS) = 75.6 kDa) within PSS/PDADMA
(Mw(PDADMA) = 72.1 kDa) multilayers is probed while annealing
in 1 M NaCl solution at different temperatures. The observed diffu-
sion could not be described by a simple diffusion model. Instead, two
different PSS fractions (one mobile and one almost immobile, i.e. dif-
ferent diffusion constants) are the simplest model to describe the time
dependence of the scattering length density profiles. Increasing the an-
nealing temperatures (20 - 50 °C) increases the diffusion constant of
both the fast and slow PSS fraction. Additionally, the fraction of fast
PSS molecules is increased. We suggest that an immobile or nearly
immobile fraction of polyelectrolytes is always present when the poly-
mer length is beyond the entanglement limit and the sticky reptation
model fails.

CPP 13.4 Tue 10:30 H38
Ratcheting charged polymers through symmetric nanopores
using pulsed fields: Designing a low pass filter for concen-
trating DNA — eLE Qrao and GArRy W. SLATER — Department
of Physics, University of Ottawa, Ottawa, Ontario KIN 6N5, Canada

Size-based separation of DNA molecules is crucial for molecular anal-
yses such as genome sequencing. To date, gel electrophoresis is the
most commonly used separation method in the laboratory. However,
due to poor resolution for larger molecules and difficult sample recov-
ery, it cannot meet the goal of bulk separation. Alternatively, mi-
cro/nanofluidics offers a relatively inexpensive, label-free, and contin-
uous separation with high throughput. In this talk, I will present a
new proof-of-concept idea for the separation of DNA by contour length
using a nanofluidic ratchet by combining nanopore translocation and
pulsed fields. Using Langevin dynamics simulations, we show that it is
possible to design pulsed fields to ratchet semiflexible molecules such
that only short chains are successfully translocated, effectively turn-
ing the nanopore process into a molecular low-pass filter. The process
itself can be performed with many pores in parallel, and it is possible
to integrate it directly into nanopore sequencing devices, increasing its
potential utility.

CPP 13.5 Tue 10:45 H38
Tuning water-in-salt electrolytes: impact of concentration
and anion structure on local and long-ranged dynamics
probed by NMR — eDomINIK GAPPA, ELISA STEINRUCKEN,
MANUEL BECHER, and MicHAEL VoGEL — TU Darmstadt, Institut
fir Physik kondensierter Materie, Darmstadt, Germany

Water-in-salt electrolytes (WiSE) are highly concentrated aqueous
solutions of (Li-)salts. Newly developed WiSE, as they are non-
flammable, nontoxic, have a high lithium-ion density and a wide elec-
trochemical stability window (ESW), are promising materials for appli-
cations as lithium-ion electrolytes. Due the high amount of the solute
and, thus, strong electrostatic interactions between the components
they show complex molecular dynamics. A full understanding of in-
teraction mechanism, e.g. the impact of the concentration and anion
structure on the dynamics is still elusive. We investigate LiTFSI, which
has a wide ESW for different salt concentrations in water. In particu-
lar, we exploit the isotope selectivity of Nuclear Magnetic Resonance
(NMR) to observe the behavior of the constituents of LiTFSI-H20O
mixtures with various concentrations separately via 'H, 7Li and 1°F
NMR. The anion structure is modified by extending one side group
of the originally symmetric TFSI anion, leading to increasingly het-
erogeneous dynamics. Local dynamics are investigated by spin-lattice
relaxation, including field-cycling NMR, and long-ranged transport by
diffusion experiments. Rotational correlation times and diffusion coef-
ficients are extracted to scruntinize the validity of the Stokes-Einstein
relation.

CPP 13.6 Tue 11:00 H38
Tuning the Electronic and Ionic Thermoelectric Trans-
port Properties in Polymer Electrolytes by Carbon Based
Additives eMaxiMILIAN Frank! and Jens Prrauvm!:?
IExperimental Physics VI, University of Wiirzburg, 97074 Wiirzburg
— 2ZAE Bayern, 97074 Wiirzburg

Tonic transport constitutes a key process in organic-based electrochem-
ical energy storage media. As such, it also offers intriguing possibil-
ities for the utilization of these materials in thermoelectrics (TE) to
recuperate waste heat into electrical power. In this work we present
our results on the electrical and thermoelectrical characterization of a
methacrylate based solution processable solid polymer electrolyte. By
means of impedance spectroscopy over a broad frequency regime from
100 mHz up to 500 kHz and in a technologically relevant temperature
range between 263 K and 363 K we investigate the dynamics of charge
carriers in the solidified electrolyte. Furthermore, we demonstrate that
the electronic and ionic transport properties can be efficiently varied by
the ratio between Lithium-salt and carbon-based additives, in this case,
carbon nanotubes. Even more, we can reverse the sign of the occur-
ring thermovoltage, which allows for different TE operational modes
depending on ambient temperature. A proof-of-concept all organic
TEG verifies the functionality of our approach and, thereby, substan-
tiates the potential of mixed ionic and electronic materials for future
TE applications.

CPP 14: Emerging Topics in Chemical and Polymer Physics, New Instruments and Methods

Time: Tuesday 9:30-11:15

CPP 14.1 Tue 9:30 H39
Where is the Water? — eMaxiMiLiaN Fucus!'2, Epuarpo
MacHADO CHARRY!2, GreEcor Bonm!:2, Roranp REeserL!, and
KARIN ZoJerb2 — lInstitute of Solid State Physics, NAWI Graz,
Graz University of Technology, Austria — 2Christian Doppler Labora-
tory for Mass Transport through Paper, Graz University of Technology,
Austria

The take up of liquid water by paper is a complex interplay be-
tween capillary transport and swelling of cellulose-lignin-based fibers.
Though paper is a convenience product used every day, little is known
how swelling affects the pore space between fibers and the subsequent
transport within it. We used X-ray microcomputed tomography to
monitor the spread of water in-situ. The sequence of 3D-images, seg-
mented by a neural network, traces the time-dependent progression of
swelling and liquid transport up to one hour after the application of
water. We find that water not only swells the fiber walls, but also
expands the pore space between the fibers. Even more remarkable is
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that there is no liquid water in the pores between the fibers of the ex-
amined paper. Rather, liquid water was found exclusively in the fiber
lumen.

CPP 14.2 Tue 9:45 H39
Rational Design of Novel Photoswitches with Generative
Models — eROBERT STROTHMANN, CHRISTIAN KUNKEL, JOHANNES
T. MAaRrcrAF, and KARSTEN REUTER — Fritz-Haber-Institut der
MPG, Berlin, Germany

The sheer vastness of chemical spaces poses a daunting challenge to
molecular discovery through high-throughput screening based on ex-
haustive sampling. Generative models (GMs) are an emerging machine
learning (ML) approach that enables a more guided discovery. Implic-
itly learning chemical design rules from large reference data sets and
suitable descriptors of a targeted functionality, GMs directly propose
promising, yet diverse candidates.

Here we explore the use of GMs for the design of novel molecular
photoswitches. In order to guarantee the desired functionality in the
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generated molecules, we specifically employ scaffold decoration meth-
ods that append chemically meaningful side-groups to a predefined
photochromic core. In a second step, the creation process needs to be
conditioned towards performant switching capabilities. In the absence
of sufficient corresponding experimental reference data, this condition-
ing is based on synthetic first-principles data. To this end, we discuss
computationally efficient descriptors assessing addressability and ro-
bustness.

CPP 14.3 Tue 10:00 H39
Transferable hidden variables in sequence space learned by
transencoder neural networks — eMarco WERNER — Institut
Theorie der Polymere, Leibniz-Institut fiir Polymerforschung Dresden,
Germany

The relation between chemical sequences and the properties of poly-
mers is investigated using artificial neural networks with a bottleneck
layer of neurons. By training such AutoEncoder networks to trans-
late between sequence and property (TransEncoderl), one may identify
variables that control the physical relationship behind. Here, networks
were trained to predict the effective free energy landscape of a copoly-
mer interacting with a lipid membrane depending on its sequence of hy-
drophilic and hydrophobic monomers. TransEncoders that were split
into separate encoder-decoder channels have learned to decompose the
free energy into independent components that were physically mean-
ingful. For instance, they reflect theoretical concepts such as solutions
of the Edwards equation. Sequence-complete data sets for training
were obtained via Rosenbluth sampling of single chains in a given den-
sity field. It is demonstrated that once the sequence patterns were
learned based on the large data set for chain length N = 14, a small
number of ~ 20 examples was sufficient to transfer-learn the prediction
to a more detailed simulation model with explicit lipids and solvent (ac-
curacy 0.5kpT'). The results open a perspective to physics-informed
inverse searches, for instance, for copolymer sequences leading to the
smallest translocation time through a membrane. [1] M. Werner, ACS
Macro Lett. 10, 1333 (2021).

CPP 14.4 Tue 10:15 H39
Improved virtual orbitals for the calculation of X-ray ab-
sorption spectra for organic molecules — eRoLr W{RDEMANN!
and M1cHAEL WaALTER?® — 1Freiburger Materialforschungszentrum,
Freiburg, Germany — 2Freiburger Zentrum fiir interaktive Werkstoffe
und bioinspirierte Technologien, Freiburg, Germany — 3Fraunhofer-
Institut fiir Werkstoffmechanik, Freiburg, Germany

X-ray absorption spectroscopy (XAS) is an element specific local probe
used for the analysis of materials. One way to compare and interpret
experimentally measured spectra is to perform ab initio calculations of
XAS spectra for molecules in given geometries. This opens a way to
distinguish between different isomers and gain a deeper understanding
of the bonding situation.

Common ways to calculate XAS spectra by density functional theory
(DFT) either utilize fractional charges in the frozen cores or restrict
the state-space of linear time-dependent DFT. In our contribution we
examine the possibility to utilize the combination of range-separated
functionals (RSF) with Huzingas improved virtual orbitals to calculate
XAS spectra. This combination has been successful in the calculation
of charge transfer excitations[1].

[1] R. Wiirdemann, M. Walter, J. Chem. Theory Comput. 2018, 14,
7, 366

CPP 14.5 Tue 10:30 H39

Transport of organic volatiles through paper: physics-
informed neural networks for solving inverse and for-
ward problems — ®ALEXANDRA SEREBRENNIKOVAl'4, RAIMUND
TeuBLER?%4, Lisa HorreLLNERZ?, EricH LEITNER??, ULRICH

Hirn34, and KarIN Zoserb* — nstitute of Solid State Physics, TU
Graz, Petersgasse 16, Graz, 8010, Austria — 2Institute of Analytical
Chemistry and Food Chemistry, TU Graz, Stremayrgasse 9/11, Graz,
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8010, Austria — 3Institute of Bioproducts and Paper Technology, TU
Graz, Inffeldgasse 23, Graz, 8010, Austria — 4Christian Doppler Lab-
oratory for mass transport through paper, Petersgasse 16, Graz, 8010,
Austria

Transport of volatile organic compounds (VOCs) through porous me-
dia with active surfaces takes place in many applications, e.g., in
cellulose-based materials for packaging. To date, mathematical models
proposed in literature for this complex process are scarce and have not
been systematically compiled together with experimental data.

Based on a model for water-vapor transport through paper (Ra-
marao et al. (2003)), we propose to describe transport of VOCs via
diffusion in pores and sorption to fibers. It is key to determine the
necessary material parameters for the model. Using experiments for
that is challenging, as the related system of non-linear PDEs does not
offer analytical solutions.

‘We demonstrate for dimethyl sulfoxide and n-tetradecane, how com-
bining experimental concentration data with physics-informed neural
networks yields these parameters as solution of an inverse problem.

CPP 14.6 Tue 10:45 H39
STED-Inspired Sub Diffractional Cationic Lithography —
eSourav IsLam!, MARco SANGERMANO2, and THoMas KrLar!
Hnstitute of Applied Physics, Johannes Kepler University Linz, 4040
Linz, Austria — 2Department of Applied Science and Technology, Po-
litecnico Di Torino, Torino, Italy

Cationic polymerization has come out as a low cost, efficient, bio-
compatible alternative to radical polymerization because of lower tox-
icity of the monomers, lower shrinkage stress, no oxygen inhibition.
Although the mechanism of cationic polymerization is well under-
stood(1), the knowledge about two-photon induced cationic polymer-
ization is still insufficient. In our work, we try to fill the void in
the knowledge of two photon induced cationic polymerization and
the scope of STED-inspired (2) sub diffractional lithography. 3,4-
Epoxycyclohexylmethyl 3,4 epoxycyclohexanecarboxylate (CE) was
used as monomer and Triarylsulfonium hexafluoroantimonate salts and
2-Isopropylthioxanthone (ITX) were used as onium salt and photo-
sensitizer, respectively. 110fs laser pulses of 780nm wavelength were
used to write two-photon polymer lines with a feature size of 315nm.
Furthermore, 60% suppression of polymerization was achieved using
an additional 660nm continuous beam overlapped with 780nm beam.
To obtain further reduction of the feature size, a donut shaped beam
profile was produced by installing a 2-pi phase plate in the 660 nm
beam path. This way, lines of 195 nm feature size were achieved. 1.M.
Sangermano Pure and Applied Chemistry, 84, 2089 (2012). 2.Fischer,
Wegener, Opt. Mat. Exp. 1, 614 (2022)

CPP 14.7 Tue 11:00 H39
Photoluminescence spectroscopy for the detection of mi-
croplastics - the Nile Red approach — eSruMmika KONDE, STEFAN
BRACKMANN, MARINA GERHARD, and MARTIN KocH — Department
of Physics and Material Sciences Center, Philipps-University of Mar-
burg, Germany

For the detection and classification of microplastics, most researchers
commonly use FTIR or Raman spectroscopy. These state-of-the-art
methods are, however, laborious, cost-intensive, and time-consuming.
To establish a less arduous and inexpensive approach, we propose
photoluminescence-based multispectral imaging. Based on the parallel
research in our workgroup, we have found that the autofluorescence of
plastics lies predominantly in the UV region. To accommodate the
identification in the visible region we use a solvatochromic dye called
Nile Red. PLE/PL spectra of stained plastics and stained natural
materials have been analyzed to determine the right excitation and
emission windows for building an imaging system. This analysis has
been performed using LDA (linear discriminant analysis). Based on
our analysis we propose a system consisting of a blue excitation LED,
an RGB camera, and two bandpass filters which would yield about
98% accuracy in isolating plastics from natural materials.
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CPP 15: 2D Materials 4 (joint session HL/CPP/DS)

Time: Tuesday 9:30-12:00

Invited Talk CPP 15.1 Tue 9:30 H36
Ultrafast all-optical modulation and frequency conversion in
2D materials — eSEBASTIAN KrLiMMER!, ArRTEM SINELNIK!:2, Is-
ABELLE STAUDEDZ2, and GiancarrLo Soavil — lInstitute of Solid
State Physics, Friedrich Schiller University Jena, Jena, Germany —
?Institute of Applied Physics, Friedrich Schiller University Jena, Jena,
Germany

Large efforts have been devoted in the last years to realizing nonlinear
integrated devices for frequency conversion, sensing, signal modula-
tion and quantum optics. Two-dimensional (2D) materials, such as
graphene and transition metal dichalcogenides (TMDs), provide dis-
tinct advantages in this respect thanks to their ease of integration
on photonic platforms[1] and their atomically thin nature, which re-
laxes phase matching constraints and thus offers a practically unlim-
ited bandwidth for nonlinear optical effects [2]. In this seminar I will
present our recent results in the field of nonlinear optics with 2D mate-
rials, including ultra-broadband four-wave mixing in the telecom range,
ultrafast all-optical modulation of second- and third-harmonic gen-
eration in TMDs|3] and graphene and ultrafast polarization-resolved
second-harmonic spectroscopy to probe the valley degree of freedom in
TMDs.

[1] He, J. et al., Nano Lett. 21, 7, 2709-2718 (2021)

[2] Trovatello, C. et al., Nat. Photonics. 15, 6-10 (2021)

[3] Klimmer, S. et al., Nat. Photonics. 15, 837-842 (2021)

CPP 15.2 Tue 10:00 H36

strain tuning of exciton and trion dynamics in mono-

layer WSe2 at cryogenic temperatures — ezHAO AN!, PE-

DRO SOUBELETZ?, ANDREAS V. STIER?, MICHAEL ZOPF!, YAROSLAV

ZHUMAGULLOV®, JAROSLAV FABIANS, PAULO E. FARIA JONIORS,
1,4

JONATHAN J. FINLEY?, and FEI DING Hnstitut fiir Festkorper-
physik, Leibniz Universitdt Hannover, Appelstrafe 2, 30167 Hannover,
Germany — 2Walter Schottky Institut and Physik Department, Tech-
nische Universitit Miinchen, 85748 Garching, Germany — 3Institute
for Theoretical Physics, University of Regensburg, 93040 Regensburg,
Germany — 4Laboratorium fur Nano- und Quantenengineering, Leib-
niz Universitdt Hannover, Schneiderberg 39, 30167 Hannover, Ger-
many

Transition metal dichalcogenides (TMD) receive increasing attention
these years. In TMD monolayers, the light-matter interaction is driven
by strong excitonic effects. Additional to neutral excitons, singlet/
triplet trions are observed, in which the additional charge is either
in the same or opposite valley with respect to excitons. We apply
dynamic strain at cryogenic temperatures to investigate the exciton
dynamics of monolayer WSe2. Biaxial strain is electrically controlled
via a piezoelectric actuator and transferred to the hBN/WSe2/hBN.
We find that next to changes in the emission energy and intensity, the
singlet-triplet trion fine structure is affected. Polarization-resolved PL
spectroscopy reveals that biaxial strain alters the polarizations of tri-
ons, which is attributed to changes in the pumping of resident electrons
and the intervalley scattering of excitons and electrons.

CPP 15.3 Tue 10:15 H36
Optical nonlinearities in the excited carrier density of 2d
TMDs — eDaNIEL ERBEN!, ALEXANDER STEINHOFF!, MICHAEL
Lorke!?2, and FRANK JAHNKE! — lInstitute for Theoretical Physics,
University of Bremen — 2Bremen Center for Computational Materi-

als Science, University of Bremen

The prospects of using 2d transition metal dichalcogenides (TMDs)
in future optoelectronic device application requires insight in the ex-
citation dynamics of photoexcited charge carriers and the resulting
optical nonlinearities. Utilizing ab-initio electronic-state calculations
combined with many-body treatment of optical excitation, we calculate
the excited carrier dynamics and the nonlinear absorption in MoS2,
MoSe2, WS2, and WSe2 under various excitation conditions.

We find, that the increase of the carrier density with excitation
strength deviates from a linear behaviour. Based on this, the valid-
ity range of a linear approximation for the excited carrier density as
function of the pump fluence is determined. The use of a linear absorp-
tion coefficient of the unexcited system can significantly underestimate
the achievable carrier density for strong pump fields. Furthermore, we
study the excitation-induced many-body effects of excited charge car-
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riers like band-gap renormalization, dephasing, screening, and scatter-
ing processes, that are mediated by the strong Coulomb interaction.
Additional contributions to optical nonlinearities originate from phase
space filling.

15 min. break

CPP 15.4 Tue 10:45 H36

Second order coherence of a condensate of exciton-polaritons

in an atomically thin crystal — eJens-CHRISTIAN DRAWER!,
HaNncyoNe SHaN!, Sven HOFLING2, CARLOS ANTON-SOLANASS,
MARTIN Esmann!, and CHRISTIAN ScHNEIDER! — 1Universitit

Oldenburg, Germany — 2Universitit Wiirzburg, Germany

3Universidad Auténoma de Madrid, Spain

We study the second order coherence of a condensate of exciton-
polaritons emerging in a microcavity loaded with an atomically thin
MoSeg crystal. Under cryogenic temperatures, angle-resolved PL and
reflectivity measurements reveal the formation of two polariton reso-
nances, as the hallmark of the strong coupling regime. The character-
istic condensation threshold manifests via the nonlinear input-output-
characteristics of the emission. In order to gain deeper information
about the photon statistics emitted from the cavity, we perform the
Hanbury Brown- and Twiss experiment as a function of the polariton
occupation in the effective ground state. While the emission features
a bunching effect below threshold, hinting at a thermal contribution
of the polariton emission, above threshold the second order correlation
transits towards g(?) (7 = 0) = 1, which is indicative for the formation
of a coherent state in the quantum optical sense.

CPP 15.5 Tue 11:00 H36
Theoretical description of moiré excitons in twisted MoSe2
homobilayers — eRuUvEN HUBNER!, MALTE KREMSERZ, VIVIANA
VILLAFANEZ, MARKO M. PETRIG3, MATTHIAS FLORIAN?, ALEXAN-
DER STEINHOFF!, MAckiLLO Kira%, NATHAN P. WiLsoN?, ANDREAS
V. Stier?, Kar MULLER?, and JoNATHAN J. FINLEYZ — lInstitut
fir Theoretische Physik, Universitdt Bremen, Bremen, Germany —
2Walter Schottky Institut and Physik Department, Technische Uni-
versitit Miinchen, Garching, Germany — 3Walter Schottky Institut
and Department of Electrical and Computer Engineering, Technische
Universitdt Miinchen, Garching, Germany — University of Michigan,

Dept. of Electrical Engineering and Computer Science, Ann Arbor,
MI, USA

By introducing a twist between multiple monolayers of transition metal
dichalcogenides we can observe superstructures with a new periodic-
ity - namely the moiré lattice. Its size depends on the twist angle
and therefore offers the possibility to modify properties like exciton
energies as a function of the twist angle. We demonstrate, how DFT
calculations of an untwisted MoSez bilayer allow us to locally model
the band variation inside the moiré unit cell at all dominant high sym-
metry points of the Brillouin zone. The resulting model provides access
to arbitrary moiré potentials experienced by different exciton species
and allows us to calculate their twist angle dependent spectra. For all
twist angles we assign the lowest energy to interlayer excitons formed
between the I'- and K-valley. The twist angle dependent shift of 5 meV
per degree for small angles is in good agreement with experiment.

CPP 15.6 Tue 11:15 H36
Dielectric screening effects on the exciton binding-energy and
exciton diffusion in a 2D material — eLukas GUMBEL, PHILIP
KLEMENT, and SANGAM CHATTERJEE — Institute of Experimental
Physics I and Center for Materials Research (ZfM/LaMa), Justus
Liebig University Giessen, Heinrich-Buff-Ring 16, Giessen D-35392,
Germany

Two-dimensional semiconductors have proven to be candidates for
numerous applications in the field of optoelectronics. Especially
transition-metal dichalcogenides such as WSy have attracted exten-
sive research due to the direct band-gap emerging in the monolayer
limit. The optoelectronic properties are dominated by tightly-bound
excitons denoted as A, B, and C. As the electric field lines of the ex-
citonic states extend into the surrounding material, the energy states
are subject to dielectric screening effects. Here we show that stronger
dielectric screening equally shifts the excitonic ground state energies
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of the A-, B-, and C-excitons in WSg to lower energies. We find a
shift of 20 meV in monolayers encapsulated in hBN and observe a non-
hydrogenic Rydberg-series yielding a quasiparticle band-gap energy of
2.33 eV with an 1s excitonic binding energy of 0.30 eV. Additionally,
we study exciton diffusion in different dielectric environments yielding
a diffusion coefficient of 9 cm?/s. These results complement the un-
derlying theory and may pave the way to a deeper understanding of
screening effects in various 2D-Materials.

CPP 15.7 Tue 11:30 H36
Brightening of a dark monolayer semiconductor via strong
light-matter coupling in a cavity — eHaNcyoNG SHAN!, Ivan
Iorsu?, Bo Han!, FALK EILENBERGER?, MARTIN EsMANN!, SEBAs-
TIAN KLEMBT?, SVEN HOFLING3, CARLOS ANTON-SoLanas!, Ivan
A. SueLykn?, and CHRISTIAN ScHNEIDER! — !Oldenburg Univer-
sity, Oldenburg, Germany. — 2St. Petersburg, Russia — 3Universitit
Wiirzburg, Wiirzburg, Germany — “Friedrich Schiller University,
Jena, Germany

We study the modification of the material properties via strong cou-
pling and demonstrate an effective inversion of the excitonic band-
ordering in a monolayer of WSe2 with spin-forbidden, optically dark
ground state. In our experiments, we harness the strong light-matter
coupling between cavity photon and the high energy, spin-allowed
bright exciton, and thus creating two bright polaritonic modes in the
optical bandgap with the lower polariton mode pushed below the WSe2
dark state. We demonstrate that in this regime the commonly ob-
served luminescence quenching stemming from the fast relaxation to
the dark ground state is prevented, which results in the brightening of
this intrinsically dark material. We probe this effective brightening by

temperature-dependent photoluminescence, and we find an excellent
agreement with a theoretical model accounting for the inversion of the
band ordering and phonon-assisted polariton relaxation.

CPP 15.8 Tue 11:45 H36
Broadband pump-probe microscopy at 1.5 MHz repetition
rate — eDEVAPRIYO MITHUN!, MicHAEL Frosz2, and GIANCARLO
Soavi! — lInstitute of Solid State Physics, Friedrich Schiller Univer-
sity Jena, Jena, Germany — 2Max Planck Institute for the Science of
Light, Erlangen, Germany

Ultrafast pump-probe spectroscopy is one of the most commonly used
techniques to resolve photoinduced excited states dynamics: a pump
pulse excites the system under investigation, which is then monitored
by measuring the changes in the differential reflection (AR/R) of a
temporally delayed probe pulse. Here, we discuss the realization of
a pump-probe setup, which exhibits high sensitivity operating with a
temporal resolution of ~ 100 fs and spatial resolution of ~ 3 um with
515 nm pump and a broadband probe spectrum in the range 650-1000
nm, generated with a photonic crystal fiber.

‘We modulate the pump pulse at 1.5 MHz using an acousto-optic
modulator. By doing this, we achieve a sensitivity, defined as the min-
imum detectable AR/R, of 1077 at 10 ms integration time. Finally,
we implemented a Fourier transform based interferometric detection
scheme to achieve a fast measurement of AR /R over the entire broad-
band spectrum.

Our pump-probe setup provides a powerful tool for broadband
pump-probe microscopy with high sensitivity and high temporal res-
olution, which is ideal for the study of nanostructures such as carbon
nanotubes and layered materials.

CPP 16: Active Matter 2 (joint session DY /BP/CPP)

Time: Tuesday 10:00-13:00

CPP 16.1 Tue 10:00 H18
Density fluctuations in bacterial binary mixtures — eSiLvia
Espapa BURRIEL, VIcTOR SoOURJIK, and REMY CorLiN — Max
Planck Institute for Terrestrial Microbiology, Karl-von-Frisch-strasse
10, 35043 Marburg & Center for Synthetic Microbiology (SYN-
MIKRO), Karl-von-Frisch-strasse 14, 35043 Marburg

In wild environments, bacteria are found as mixtures of motile and
sessile species, which interact physically and chemically to give rise to
complex community organization. Very little is understood of the role
of physical interactions in these processes: Numerical works on dry
active matter and experiments on colloidal systems have shown that
the activity of the active particles may affect the spatial distribution
of passive particles with which they are mixed. However, the physical
behavior of binary mixtures of bacteria remains largely unexplored. In
our study, we present a novel phenomenon in which non-motile bacteria
form large density fluctuations when mixed with motile bacteria, dis-
tinct from the aforementioned behaviors. We systematically explored
the phase diagram of the mixtures in experiments combining microflu-
idics, fluorescence (confocal) microscopy, quantitative image analysis
and parameter tuning by genetic engineering. Our experimental re-
sults show that the emergence of these large density fluctuations of
the non-motile cells in presence of motile cells is controlled by hydro-
dynamic interactions between the motile and non-motile cells and by
the sedimentation of the non-motile cells, possibly because it breaks
the systems symmetry.

CPP 16.2 Tue 10:15 HI18
Pulsating Active Matter — eY1wEI ZHANG and ETIENNE FoODOR
— 0 Av. de la Faiencerie, 1511 Luxembourg

Active matter features the injection of energy at individual level keep-
ing the system out of equilibrium, which leads to novel phenomenolo-
gies without any equilibrium equivalents. So far, most active matter
models assign a velocity to each particle, whilst we herein consider a
system of pulsating soft particles where the activity sustains particles’
periodic deformation instead of spatial displacement. At sufficiently
high density, we reveal the existence of wave propagation independent
of any particle migration, and derive the corresponding phase diagram.
We study the character of phase transitions, and investigate the un-
derlying physical mechanisms, using both particle-based simulations
and hydrodynamic analysis.
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CPP 16.3 Tue 10:30 HI18
Long-Range Nematic Order in Two-Dimensional Active Mat-
ter — eBENoOIT MaHAULT! and Hucues CHaTE?S — IMPIDS, 37077
Gottingen, Germany — 2SPEC, CEA-Saclay, 91191 Gif-sur-Yvette,
France — 3CSRC, Beijing 100193, China

Studies of active matter continue to flourish, exploring more and more
complex situations in an increasingly quantitative manner. Evidence
has accumulated that shows active matter exhibits properties that are
impossible in thermal equilibrium or even in driven systems. In spite
of all this progress, important fundamental questions remain open.
Such a long-standing issue is whether true long-range nematic order
can emerge in two space dimensions. In this talk, we will present
theoretical and numerical results obtained from minimal models of
self-propelled polar particles aligning nematically. Our study shows
that the orientational order emerging from such systems is quasi-long-
ranged beyond the scale associated to induced velocity reversals, which
is typically extremely large and often cannot even be measured. On
scales where particle motion is ballistic, nematic order appears truly
long-range. A hydrodynamic theory for this de facto phase is derived,
and we show that its structure and symmetries differ from conventional
descriptions of both polar flocks and active nematics. Our analysis of
this field theory predicts w-symmetric propagative sound modes and
the scaling form of space-time fluctuations. Finally, numerical results
confirm the theory and allow us to estimate all scaling exponents.

CPP 16.4 Tue 10:45 HI18
Collective behavior of repulsive chiral active particles with
non-reciprocal couplings — eKim L. KREIENKAMP and SABINE H.
L. Krapp — Technische Universitdt Berlin, Germany

Mixtures of chiral active particles [1] as well as non-reciprocal systems
[2] show intriguing collective behavior like pattern formation and trav-
eling waves. The combination of both — non-reciprocal couplings in
mixtures of chiral active particles — promises a rich variety of collec-
tive dynamics.

Here, we investigate how non-reciprocal couplings and naturally oc-
curring repulsive interactions due to finite particle sizes affect the col-
lective behavior in a mixture of two species of particles. We analyze
the effects due to non-reciprocity and finite size individually as well
as their interplay based on a field description of the system in terms
of the particle concentration and director field, measuring the overall
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orientation of particles at a certain position.

We derive the field equations under the mean-field assumption by
coarse-graining microscopic Langevin equations for individual chiral
particles, which are modeled as self-propelling circle swimmers with
soft repulsive forces, comprising the finite size effects. Particles of the
two species rotate with different intrinsic frequencies and align with
near-by particles. Focusing on non-reciprocity, we use a non-mutual
alignment between the particles.

[1] D. Levis and B. Liebchen, Phys. Rev. E 100, 012406 (2019)

[2] M. Fruchart, R. Hanai, P. B. Littlewood, and V. Vitelli, Nature
592, 363-369 (2021)

CPP 16.5 Tue 11:00 H18
Memory-induced chirality in self-freezing active droplets —
eArITRA K. Muknoprapuvay!, Kar FENG?, Josi CarLos URENA
Marcos!, Ran Ni1v2, Qianc Znao?, and BENNO LIEBCHEN!
ITechnische Universitat Darmstadt, 64289 Darmstadt, Germany. —
2Huazhong University of Science and Technology, 430074 Wuhan,
China.

We experimentally realize and numerically model a new type of
self-propelled droplet swimmer which exhibits chiral motion due to
self-induced memory effects without requiring any explicit symme-
try breaking caused by specific droplet geometries or complex envi-
ronments. The droplets are composed of a binary polymer mixture
that solidifies over time, simultaneously emitting certain polymers into
their environment. A spontaneous asymmetry of the emitted polymer
concentration along the stationary droplet surface induces Marangoni
flows which cause the droplet to initially self-propel ballistically. How-
ever, the emitted polymers diffuse slowly and form long-lived trails
with which the droplet can self-interact in the course of time and this
leads to a dynamical transition from ballistic to chiral motion. The
droplets persistently exhibit chiral motion with the same handedness
until at even later times a second transition occurs when the droplets
confine themselves leading to self-trapping over the timescale of our
experiments and simulations. Our results exemplify a new route to
realizing synthetic active particles whose dynamics can be controlled
via the pronounced self-induced memory effects.

15 min. break

CPP 16.6 Tue 11:30 HI18
Role of advective inertia in active nematic turbulence —
eCoLiN-MAarIius KocH and MicHAEL WiLczEK — Theoretical Physics
I, University of Bayreuth, Bayreuth

Suspensions of active agents with nematic interactions can exhibit com-
plex dynamics such as mesoscale turbulence. Continuum descriptions
for such systems are inspired by the hydrodynamic theory of liquid
crystals and feature an advective nonlinearity which represents inertial
effects. The typically low Reynolds number of such active flows raises
the question whether and under which conditions the active stresses
present in these systems can excite inertial flows. To address this ques-
tion, we investigate mesoscale turbulence in a two-dimensional model
for active nematic liquid crystals. In particular, we compare numer-
ical simulations with and without nonlinear advection and frictional
damping of the flow field. Studying the nondimensionalized equations
of motion, we find that inertia can trigger large-scale motion even for
small microscopic Reynolds numbers if the active forcing is sufficiently
large and the Ericksen number is sufficiently low. Performing a spectral
analysis of the energy budget, we identify an inverse energy transfer
caused by inertial advection, whose impact is small in comparison to
active forcing and viscous dissipation but accumulates over time. We
additionally show that surface friction, mimicked by a linear friction
term, dissipates the transported energy and suppresses the large-scale
motion. We conclude that, without an a priori knowledge of model
parameters matching experiments, including inertia and friction may
be necessary for consistent modeling of active nematic turbulence.

CPP 16.7 Tue 11:45 HI18

Pumping in active microchannels — eGoncaLo ANTUNEsH2:3,
PaoLo MaLGarReTTI»?3,  SiEGFRIED DikeTrICH?3, and JENS
HarTing!? — 1Helmholtz-Institut Erlangen-Niirnberg fiir Erneuer-

bare Energien (IEK-11), Forschungszentrum Jiilich, Erlangen, Ger-
many — 2Max—Planck-Institut fiir Intelligente Systeme, Stuttgart,
Germany — 3 Universitit Stuttgart, Stuttgart, Germany — *Friedrich-
Alexander-Universitat Erlangen-Niirnberg, Niirnberg, Germany

Much attention is currently being given to the problem of manipulat-
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ing fluids at the microscale, with successful applications to fields such
as 3D fabrication and biomedical research. Often micropumps are a
fundamental component of these microfluidic systems. An intriguing
technique to manipulate fluid flows in a channel is diffusioosmosis.
Fluid flow is obtained upon imposing an inhomogeneous concentration
of some solute, which generates flow in a boundary layer around the
channel walls. This inhomogeneity is the result of a spatially inho-
mogenous production rate of solute inside the channel.

We show that a solute-producing, corrugated, active channel can
act as a micropump even when it is fore-aft symmetric. This result is
obtained by coupling the Stokes equation with an advection-diffusion
equation for the solute concentration, which we solve analytically in
the limit of thin, weakly-corrugated channels. Lattice Boltzmann sim-
ulations further support the existence of the symmetry-breaking. Our
calculations are also valid for left-right asymmetric channels, and pro-
vide a tool to optimize the pumping rate of an active microchannel by
tuning its shape or its solute production rate.

CPP 16.8 Tue 12:00 HI18
Active Refrigerators Powered by Inertia — eLukas Hecut!,
SuveNpU ManpaLl, Harrmur LOwen2, and BENNO LIEBCHEN!
— Unstitut fiir Physik kondensierter Materie, Technische Univer-
sitdt Darmstadt, Hochschulstr. 8, D-64289 Darmstadt, Germany —
2Institut fiir Theoretische Physik II - Soft Matter, Heinrich-Heine-
Universitat Diisseldorf, Universitdtsstrafte 1, D-40225 Diisseldorf, Ger-

many

We present the operational principle for a refrigerator which uses in-
ertial effects in active Brownian particles (ABPs) to locally reduce the
(kinetic) temperature by two orders of magnitude below the environ-
mental temperature. This principle requires two ingredients: First, we
need the feature of inertial ABPs to undergo motility-induced phase
separation into coexisting phases with different (kinetic) temperatures
and second, a mechanism which localizes the dense phase in the tar-
geted cooling domain is required.

Here, we exploit the peculiar but so-far unknown shape of the phase
diagram of inertial ABPs to initiate motility-induced phase separation
in the targeted cooling domain only. Remarkably, active refrigerators
operate without requiring isolating walls separating the cooling domain
from its environment. This feature opens the route towards using ac-
tive refrigerators to systematically absorb and trap substances such as
toxins or viruses from the environment.

CPP 16.9 Tue 12:15 HI18
The influence of motility on bacterial accumulation in a mi-
croporous channel — eCHRIsToPH LOHRMANN!, MIru LEe?, and
CurisTiaN Horm! — lInstitute for Computational Physics, Uni-
versity of Stuttgart, Allmandring 3, 70569 Stuttgart, Germany —
2Institute for Theoretical Physics, Georg-August-Universitat Gottin-
gen, 37073 Gottingen, Germany

Swimming microorganisms are often encountered in confined geome-
tries where also an external flow is present, e.g. in filters or inside
the human body. To investigate the interplay between microswimmer
motility and external flows, we developed a model for swimming bac-
teria based on point coupling to an underlying lattice Boltzmann fluid.
Random reorientation events reproduce the statistics of the run-and-
tumble motion of the bacterium E. coli. We present the application of
the model to the study of bacterial dynamics in a channel with a single
cylindrical obstacle. In accordance with experimental measurements,
simulations show asymmetric accumulation behind the obstacle only
when the bacteria are active and an external flow is present.
Lee, Miru et al., Soft Matter 17, 893-902 (2021)

CPP 16.10 Tue 12:30 H18
Inertial dynamics of an active Brownian particle* — eJonas
MAaYER MARTINS and RAPHAEL WiTTKOWSKI — Institut fiir Theo-
retische Physik, Center for Soft Nanoscience, Westfilische Wilhelms-
Universitat Miinster, 48149 Miinster, Germany

Active Brownian motion commonly assumes spherical overdamped par-
ticles. However, self-propelled particles are often neither symmetric
nor overdamped yet underlie random fluctuations from their surround-
ings. Active Brownian motion has already been generalized to include
asymmetric particles. Separately, recent findings have shown the im-
portance of inertial effects for particles of macroscopic size or in low-
friction environments. We aim to consolidate the previous findings into
the general description of a self-propelled asymmetric particle with in-
ertia. We derive the Langevin equation of such a particle as well as the
corresponding Fokker-Planck equation. Furthermore, a formula is pre-
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sented that allows to reconstruct the hydrodynamic resistance matrix
of the particle by measuring its trajectory. Numerical solutions of the
Langevin equation show that, independent of the particle’s shape, the
noise-free trajectory at zero temperature starts with an inertial transi-
tion phase and converges to a circular helix. We discuss this universal
convergence with respect to the helical motion that many microorgan-
isms exhibit.

Funded by the Deutsche Forschungsgemeinschaft (DFG) — Project-ID
483682494 - SFB 1459

CPP 16.11 Tue 12:45 HI18
Stochastic motion under active driving due to inverted dry
(solid) friction — eANDREAS M. MEeNZEL — Otto-von-Guericke-
Universitat Magdeburg, Magdeburg, Germany

It has become common to describe the motion of actively driven or
self-propelled objects using a driving force of constant magnitude. We
assume that this driving force always acts along the current velocity
direction. Moreover, we consider objects featuring a nonpolar axis,
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CPP 17.1 Tue 11:00 P2
Simulation of vapour flow through aperture arrays for quan-
tifying gravimetric mass loss measurements — eRiko KorzEeTz,
LENNART ScHULTE, and ANDRE BEYER — Bielefeld University

Gravimetric mass loss measurements are frequently employed to in-
vestigate the permeative behaviour of 2D membranes with respect to
vapours of different solvents. Due to constraints in these measure-
ments, insufficient circulation causes the build-up of concentration gra-
dients in the vapour phase, which is known as concentration polariza-
tion. This leads to a seemingly non-intuitive permeation behaviour,
which complicates the evaluation of the measured data.

Here, we present finite-element simulations that were employed to
investigate this effect with respect to different types of membrane sup-
porting apertures and aperture arrays. Both open orifices as well as
membranes with different permeance values have been modelled to
achieve a quantitative understanding of the relevant effects in mass
loss measurements.

We found that for open orifices and apertures with highly perme-
able membranes, the diffusion from the bulk towards the membrane
is the rate-limiting step. This results, for example, in a linear depen-
dence between the permeation rate and the edge length of single open
orifices. On the other hand, a dependence on the free-standing area
occurs in the case of membranes with a sufficiently low permeance. We
devised a phenomenological model to describe the permeation rate in
dependence of the membrane permeance as well as support geometry,
which allows correction of these effects when evaluating such measured
data.

CPP 17.2 Tue 11:00 P2
Preparation and characterization of photosensitive
nanomembranes — ¢VERENA MULLER!, MariA KULLMER!, FLO-
rRiaAN KOLLMER!2, HANS-DIETER ARNDTZ2, and ANDREY TURCHANIN!
— 1Friedrich Schiller University Jena, Institute of Physical Chem-
istry, LessingstraRe 10, 07743 Jena, Germany — 2Friedrich Schiller
University Jena, Institute of Organic Chemistry and Macromolecular
Chemistry, Humboldtstrafe 10, 07743 Jena

Carbon nanomembranes (CNMs) are two-dimensional (2D) organic
materials with a molecular thickness that are synthesized by low-
energy electron irradiation of aromatic self-assembled monolayers
(SAMs). Using the molecular design, CNMs can be prepared with
tunable physical and chemical properties and employed on their own,
e.g. as separation membranes or in combination with other 2D
materials in hierarchically assembled van-der-Waals heterostructures.

along which driving and propagation occur [1].

In that case, spontaneous symmetry breaking decides on the head-
ing of propagation, that is, “forward” or “backward” along the nonpolar
axis. Stochastic effects may reverse the velocity and thus the direction
of the driving force.

As it turns out, active driving under these circumstances corresponds
to inverted dry (solid) friction of the Coulomb type. Corresponding
tools of theoretical analysis can thus be adopted, mapping the velocity
spectrum to the one of a quantum-mechanical harmonic oscillator sub-
ject to a repulsive delta potential. In this way, the diffusion coefficient
can be calculated analytically. We evaluate velocity and displacement
statistics. Outward propagating displacement maxima emerge under
increased active driving. The trajectories feature pronounced cusps
when velocity reversals occur.

Our results should apply, for instance, to certain types of vibrated
nonpolar rods and swimming bacteria that may reverse their propaga-
tion direction.

[1] A. M. Menzel, submitted.
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Here we present the engineering of photosensitive nanomembranes via
post-functionalization of ~ 1nm thick amino-terminated CNMs with
azobenzene molecules. We characterize their properties using surface
science techniques including X-ray photoelectron spectroscopy (XPS)
and compare the obtained characteristics with the azobenzene-based
SAMs.

CPP 17.3 Tue 11:00 P2
Selective Diffusion of COz and H20 through Carbon
Nanomembranes in Aqueous Solution as Studied with Ra-
dioactive Tracers — RAPHAEL DALPKE!, ANNA DREYER?, Riko
KorzeTz!, eLENNART ScHULTE!, ANDRE BEYER!, and KARL JOSEF
Diez? — Faculty of Physics, Bielefeld University — 2Faculty of Bi-
ology, Bielefeld University

A well-known approach of improving membrane separation processes
is the attempt to utilize 2D materials. In particular, carbon nanomem-
branes (CNMs) are promising candidates due to their extremely high
areal pore density. Specificallyy, CNMs made from terphenylthiol
(TPT) exhibit a very high water permeance while blocking ions as
well as many gases and vapours. Here, we present permeation measure-
ments of TPT-CNMs utilizing radioactive tracer molecules to charac-
terize diffusion of [3H|H20, [1*C]NaHCOs3, and [>2P|H3 POy in aque-
ous solution. For full consideration of concentration polarization and
outgassing effects a mathematical model was developed and verified
using finite-element simulations. The experiment shows that water
and carbonate can pass through the CNM while phosphate ions are
completely blocked. Considering ion conductivity measurements, the
obtained diffusion coefficients indicate that the permeation across the
membrane primarily occurs by transport of neutral species.

CPP 17.4 Tue 11:00 P2
Dipolar Molecular Rotors in Surface-Anchored Metal Or-
ganic Frameworks — eXIANGHUI ZHANG!, SEBASTIAN HAMERZ,
RitesH HavLpar®, DaNIEL REUTER?, FLORIAN PANEFF!, DIRK
VoLkMER?, PETER LUNKENHEIMER?, ANDRE BEYER!, IAN HOWARD3,
and RaiNer Herces? — lFaculty of Physics, Bielefeld Univer-
sity, 33615 Bielefeld — 2Otto-Diels-Institute for Organic Chemistry,
Christian-Albrechts-University of Kiel, 24098 Kiel — 3Karlsruhe In-
stitute of Technology (KIT), 76344 Karlsruhe — *Institute of Physics,
Augsburg University, 86135 Augsburg, Germany

Molecular rotors arranged in the surface-anchored metal-organic
frameworks (SURMOF) were investigated. The rotating part of each
linker molecule consists of a fluorine-substituted phenyl group con-
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nected with acetylene linkages to the Cu clusters. Dielectric spec-
troscopy was used to investigate the rotation dynamics of molecular
rotors in a parallel capacitor assembly. We determined an activation
energy of 10 kJ/mol for one SURMOF type consisting of 3-[4-(2-
carboxyethynyl)-2,3-difluoro-phenyl|prop-2-ynoic acid (C12H4F204)
as dipolar linkers and 1,4-diazabicyclo(2.2.2)octane (DABCO) as pil-
lars, at temperatures above 170 K. A smaller barrier of about 2 kJ/mol
was found for the corresponding SURMOFs without any pillars. The
analog made from the non-polar linker was used as a control system
and showed no dielectric relaxation processes down to 20 K. The ob-
served activation energy barriers are consistent with ab initio DFT
modelling and classical dipole-dipole interaction calculations.

CPP 17.5 Tue 11:00 P2
Design, fabrication and nano-scale characterization of novel
SEI layers — eZuunjuN Xul!, Yanjun CHENGZ, YoncGgao XiaZ,
and PETER MULLER-BuscuBaum®3 ITU Miinchen, Physik-
Department, LS Funktionelle Materialien, 85748 Garching, Germany
— 2Ningbo Institute of Materials Technology and Engineering, Chi-
nese Academy of Sciences, 315201, Ningbo, China — 3MLZ, TU
Miinchen, 85748 Garching, Germany

Rechargeable lithium metal batteries have been recognized as one of
the most promising energy storage devices due to their superior energy
density. However, serious safety concerns and poor cyclability are chal-
lenges originating from an uncontrolled lithium dendrite growth and
an unstable solid electrolyte interface (SEI) layer. One strategy to sup-
press dendrite growth is a surface modification with amphiphilic block
copolymers, such as PDMS-b-PAA, which bear some clear advantages
including absorbing mechanical stress, conducting lithium ion and con-
trolling the lithium dendrite growth process. With ex-situ scattering
techniques or in-situ scattering studies, the structures of the surface
modified lithium metal anodes and structure formation processes are
studied. In particular, by applying GISAXS, the horizontal structures
and vertical structures of the polymer films on the lithium metal sur-
faces are investigated.

CPP 17.6 Tue 11:00 P2
In situ GISAXS printing of inorganic-organic hybrid nanos-
tructures based on biopolymer templating — eLinus F.
Huser!, StepHAN V. Rorn®, Kun Sun!, ManueL A. REeusl,
and PETER MULLER-BuscuBaum®:2 ITU Miinchen, Physik-
Department, LS Funktionelle Materialien, 85748 Garching — 2MLZ,
TU Miinchen, 85748 Garching — 3Deutsches Elektronen-Synchrotron
(DESY), Notkestr. 85, 22607 Hamburg, Germany

Inorganic-organic hybrid nanostructures are interesting for the energy
conversion through the thermoelectric effect. Thermoelectric genera-
tors based on abundant, environmentally friendly and affordable mate-
rials have historically had low effitiencies. The electrical conductivity,
the Seebeck coefficient and the thermal conductivity need to be indi-
vidually improved, to significantly enhance the thermoelectric figure of
merit. Nanostructuring can improve these parameters and maximize
the performance of thermoelectric materials. Beta-lactoglobulin is a
bovine whey protein that is used as a template during sol-gel synthesis.
Different titania thin film morphologies can be achieved by changing
the pH-value and the beta-lactoglobuline concentration. To investigate
the different titania morphologies, in situ GISAXS, GIWAXS and SEM
are used. In situ GISAXS printing enables a time resolved investiga-
tion of the structure formation, domain sizes and domain distances.
UV-Vis and P1 are used to analyze differences in the optical properties
of the thin films. These structural and optical changes are then corre-
lated with measurements of the Seebeck coefficient and the electrical
conductivity.

CPP 17.7 Tue 11:00 P2
Two-step nucleation in confined geometry on a lattice gas
model — eJacoB HoLDER, RALF ScHMID, and PETER NIELABA —
Physics Department University of Konstanz, Konstanz, Germany

We deploy a degenerated Ising model to describe nucleation and crys-
tallization from solution in a confined two-component system. The
free energy is calculated using Metadynamics simulation. With nudged
elastic band simulation we calculate the minimum energy path and give
properties of the crystallization path. From the parameters and setup
we find necessary conditions for the occurrence of two-step nucleation
in our system.

CPP 17.8 Tue 11:00 P2

Nucleation patterns in polymer crystallization analyzed by
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machine learning — eATMmikA BuHarDWAIL2, MAaRcO WERNER!,

and Jens-UwE SomMmER!"2 — 1Leibniz-Institut fiir Polymerforschung
Dresden e. V., Hohe Str. 6, Germany 01069 — 2Technische Univer-
sitdt Dresden (TUD)

Today, many efforts seek to link machine learning (ML) algorithms to
the concepts of theoretical physics. Our work focuses on developing
ML tools to derive meaningful interpretations from the data gener-
ated through molecular dynamics simulations. We aim to find and
quantify the nucleation patterns in polymer crystallization. The tran-
sition dynamics occurring under-cooled polymer melt is a local envi-
ronmental phenomenon rather than a property of individual particles
(or monomers), and depends on subtle conformation patterns such as
entanglements between the chains. Our first objective is to define a
set of fingerprint parameters to capture the crucial information in the
local conformation and a monomer’s environment and to quantify the
degree of crystallinity. We use self-supervised auto-encoders to con-
tain those local fingerprints. The second objective is to recognize the
precursors or nucleation sites that stimulate crystal growth before the
occurrence of such growth. We are currently working on both convo-
lutional neural networks and recurrent neural networks to investigate
the spatial and temporal patterns of the precursors.

CPP 17.9 Tue 11:00 P2
Laser control over crystallization and morphology of
tetracene thin films — eSTEFAN KowaRIk!, ANDIKA AsyupaZ2, Li-
nus Prraan®, and ANpreEas Opitz? — Physical Chemistry, Univer-
sity of Graz, Austria — 2Institute for Physical Chemistry, Universitit
Heidelberg, Germany — 3Institut fiir Angewandte Physik, Universitét
Tiibingen, Germany — *Institut fiir Physik, Humboldt-Universitit zu
Berlin, Germany

Nucleation and crystallization in thin-film growth are notoriously dif-
ficult to steer, but optical control offers exciting new possibilities for
selecting specific polymorphic forms [1] or aligning the crystallite ori-
entation in thin films [2]. Here we report an increase in crystallite
size in vacuum-deposited tetracene thin films under illumination with
a wavelength tuned to a specific absorption band of tetracene crystals.
The morphological changes are induced with linearly and circularly
polarized light and the larger crystallite size is accompanied by higher
photoluminescence of tetracene. We propose a mechanism based on
optical heating of specifically oriented crystals during growth, which
leads to enhanced surface migration processes in these crystals and
consequently larger crystals via Oswald ripening effects. The light-
induced temperature effects are distinct from substrate heating both
for linearly and circularly polarized light. Laser illumination, therefore,
is a novel control parameter of growth and enables high crystallinity
even for low substrate temperature deposition.

[1] L. Pithan, et al., Crystal Growth & Design 15.3 (2015): 1319-
1324. [2] L. Pithan, et al., Advanced Materials 29.6 (2017): 1604382.

CPP 17.10 Tue 11:00 P2
Synthesis of Hard-Carbon Microspheres with Binary Size
Distribution via Hydrothermal Carbonization of Trehalose —
eMARTIN WORTMANNY, WALDEMAR KEILZ, MicHAEL WESTPHALL,
ELisE DiesTELHORST?, JAN BIEDINGER!, BENNET BROCKHAGENS3,
GUNTER REIss!, CLaubia ScaMIDT?, KLAUS SATTLER?, and NATALIE
Frese! — 1Bielefeld University, Bielefeld, Germany — 2Paderborn
University, Paderborn, Germany — 3Bielefeld University of Applied
Sciences, Bielefeld, Germany — 4University of Hawaii, Honolulu, USA

Hard Carbon microspheres (HCS) were synthesized via hydrother-
mal carbonization (HTC) of trehalose and subsequent pyrolytic post-
carbonization at 1000°C. It was found that HTC of trehalose, in con-
trast to other saccharides, results in a distinctly binary sphere di-
ameter distribution with monodisperse small spheres and polydispers
large spheres. Pore formation, as visualized by charge-compensated
helium ion microscopy, results in a strong increase in BET surface
area. The chemical composition and crystallinity were examined before
and after pyrolysis using a variety of spectroscopic methods. Strong
compositional similarities were found to other saccharide-derived hy-
drochars, with a cross-linked furan-based polymer-structure before,
and nano-crystalline carbon structure after pyrolysis. The binary size-
distribution and large BET surface area make trehalose-derived HCS
a highly promising material for applications in energy storage or catal-
ysis.

CPP 17.11 Tue 11:00 P2
Physics of supersaturated, agitated sucrose solutions: Crys-
tal nucleation and growth — eHanNAH M. HARTGE and THOMAS
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A. ViLcis — Max Planck Institute for Polymer Research, Mainz, Ger-
many

Supersaturated sucrose solutions that have been sufficiently cooled
without nucleation constitute a meta-stable system in which agitation
promotes fast crystallization. Applications of this physically interest-
ing process can be found for example in the production of fondant in
confectionery. While just water and sucrose are present, the system
goes through complex thermodynamic processes during crystallization,
which are highly dependent on composition, temperature, and agita-
tion.

In this work, we investigate how temperature and concentration af-
fect nucleation, crystal growth and final particle size distribution of
highly supersaturated sucrose solutions under agitation. To do so,
the torque was measured during kneading of the samples at controlled
temperature, followed by light microscopy and corresponding image
analysis. When crystallization times were compared to classical nucle-
ation theory, variations were found to be related to temperature and
supersaturation in the same way as indicated by induction time models
of statistical physics. Additionally, size distributions of the resulting
crystal phases showed a strong dependence on temperature during ag-
itation, sucrose content and according initial supersaturation.

CPP 17.12 Tue 11:00 P2
Following the directed self-assembly of crystallizable block
co oligomers via in situ AFM — e ALEXANDER MEINHARDT and
Tuomas F. KeLLeEr — Centre for X-ray and Nano Science (CXNS),
Deutsches Elektronen-Synchrotron DESY, Hamburg, Germany

Bottom up nanofabrication utilizing the molecular self-assembly of
block co-oligomers with sub-10 nm domain sizes are widely discussed
as a promising route for next generation photolithography. Double
crystalline co-oligomers can be used to create well defined, high-fidelity
nanostructures by controlling the competing driving forces microphase
separation and crystallization. We report on the surface nanostructure
formation and its temporal evolution during annealing of thin films
of an amphiphilic double crystalline polyethylene-block-poly(ethylene
oxide) co-oligomer (PE-b-PEO) on planar and patterned surfaces. Di-
recting the self-assembly of such systems with physical or chemical
guiding patterns can enable the formation of defined, large scale am-
phiphilic nanostructures, which could be of interest for various appli-
cations, e.g., biomaterials, photonics, and nanotechnology. However,
there still remain several challenges regarding the characterization, de-
fect density, pattern fidelity, and post processing of such block copoly-
mer nanopatterns. By investigating the directed self-assembly (DSA)
of the PE-b-PEO using AFM in situ, we aim to tune the balance of the
involved driving forces and in turn create optimized nano-templates.

CPP 17.13 Tue 11:00 P2
Influence of the surface roughness and surface chemistry
to understand slide electrification — eBENJAMIN LEIBAUER,
WERNER STEFFEN, and HANs-JURGEN BurT — Ackermannweg 10
55128 Mainz

In the last few years a lot of studies have shown that by contact electri-
fication between water droplets and hydrophobic surfaces, it is possible
to generate electricity in an environmentally friendly way.[1] The phys-
ical processes are still being discussed today and to extend the under-
standing Stetten et al.[2] have established an experimental setup that
allows the drop charge of individual drops. In the work presented here
we have studied with this setup the influence of the surface roughness
and the chemistry of the substrates on hydrophobic to superhydropho-
bic substrates. We found that for the drop charge both parameters
have an influence on at least the same order of magnitude.

[1] C. Wu, A. C. Wang, W. Ding, H. Guo, Z. L. Wang, Advanced
Energy Materials 2019, 9, 1802906. [2] A. Z. Stetten, D. S. Golovko,
S. A. Weber, H.-J. Butt, Soft Matter 2019, 15, 8667-8679.

CPP 17.14 Tue 11:00 P2
Dewetting dynamics and equilibrium droplet shapes for
of visco-elastic substrates eKHALIL REMINI', LEONIE
ScuMmieLLER?, Dirk Prscuka?, BarBARA WAGNER?, and RALF
SEEMANN! — lExperimental Physics, Saarland University, Saar-
briicken, Germany — 2Weierstrass-Institute, Berlin University, Berlin,

Germany

In our study we are interested in the dewetting of liquid polymer lay-
ers (Polystyrene 18 kg/mol) with about 100 nm thickness from visco-
elastic polydimethylsiloxane surfaces with elasticity ranging E = 1.2
MPa for Sylgard 184 to E = 3 kPa for Cy52-276. When heating the
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samples to temperatures where PS is liquid, holes nucleate in the ini-
tially uniform PS film. These holes grow during dewetting, coalesce
and eventually form sessile droplets of a few micrometers in diameter
sitting on the PDMS surface. Due to the particular situation of the
adaptive PDMS substrate, we observe characteristic qualitative and
quantitative differences in rim shapes, (dynamic) contact angles and
dewetting velocities which are indicating differences in the underlying
energy dissipation but might result also from potential phase separa-
tion of liquid and cross linked PDMS close to the three-phase contact
line. To shed light on the impact of viscous and elastic properties and
potential phase separation at the three phase contact line, we aim at a
quantitative comparison of sessile (equilibrium) droplets on substrates
having different elasticities and thus elastocapillary lengths.

CPP 17.15 Tue 11:00 P2
Messung von Kriften zwischen Tropfen und bewegten Ober-
flichen — eMaAaRisa FISCHER, SIMON ScHUBOTZ, JENS-UWE SoM-
MER, ANDREAS FERY und GUNTER AUERNHAMMER — Leibniz-Institut
fiir Polymerforschung Dresden e.V., 01069 Dresden, Germany

Um einen Tropfen iiber eine Oberfliche zu bewegen, wird eine Kraft
bendtigt, die von deren Eigenschaften abhingt. Das zur Messung die-
ser Kraft entwickelte Drop Adhesion Force Instrument (DAFT) erlaubt
die freie Wahl der Geschwindigkeit der Drei-Phasen Kontaktlinie und
der Grofe des Tropfens [1]. Die Kraftmessung erfolgt mittels des Hook-
schen Gesetzes, indem die Auslenkung einer im Tropfen befindlichen
Glaskapillare gemessen wird.

Ein von der Bewegung des Tropfens aufgenommenes Video wird mit
einem von uns entwickelten Analyseprogramm ausgewertet. Fiir die
Ubertragung groferer Krifte wird ein Glasplittchen am Kapillarende
befestigt, welches die Adhésion zwischen Tropfen und Kapillare erhoht.

Mit dem entwickelten Aufbau wurden die Kréfte zwischen
Wassertropfen und Polydimethylsiloxan (PDMS) sowie Poly(N-
isopropylacrylamide) (PNiPAAm) Polymerbirsten untersucht. Dabei
zeigte sich ein Zusammenhang zwischen dem Zustand der Oberflache
und der Kraft.

[1] D. W. Pilat u. a., Langmuir 2012, 28, 49, 16812-16820

CPP 17.16 Tue 11:00 P2
In-situ Monitoring of Hard-Core Soft-Shell Microgels During
Monolayer Drying — eJuLiaN RinGgLING, KEUMKYUNG KUk, and
MarTHIAS KARG — Heinrich-Heine-Universitéat, Diisseldorf, Germany

Hard-core soft-shell (HCSS) microgels are interesting colloids with the
potential to be used as model systems to understand crystallization
and melting processes [1]. They spread at the air/water interface and
self-assemble into 2D monolayers in which the cores do not touch di-
rectly due to shell-shell repulsion. Compression of such a monolayer
allows control over the inter-particle distance by compressing the soft
and deformable shell [2]. After transferring a compressed monolayer
to a substrate, various structures can be observed [3]. Understanding
and controlling the formation of those structures is essential for the
use of the system as a model for crystallization.

Previously our group discovered a difference in monolayer structure
at the air/water interface in comparison to the dried monolayer af-
ter transfer onto a substrate when using micron-sized silica-poly(N-
isopropylacrylamide) HCSS microgels. To understand the phase tran-
sition/structural change occurring, we have monitored this phase tran-
sition/structural change using fluorescence and light microscopy. Here
we present results from in-situ observations of drying 2D colloidal
monolayers focussing on the effect of different parameters on drying
and assembly behaviour.

[1] G. Wie et al., Soft Matter, 2013, 9, 9924-9930

[2] J. Tang et al., ACS Omega, 2018, 3, 12089 -12098

[3] S. Ciarella et al., Langmuir, 2021, 37, 5364-5375

CPP 17.17 Tue 11:00 P2
Investigation of Cononsolvency Phase Transition of
Poly(sulfobetaine)-based Diblock Copolymer Thin Films —
ePEix1 Wang! and PeTErR MULLER-Buscuaum®? — !Technische
Universitdt Miinchen, James-Franck-Strafie 1, 85748 Garching, Ger-
many — 2Heinz Maier-Leibnitz Zentrum (MLZ), Lichtenbergstr. 1,
85748 Garching, Germany

Co-nonsolvency occurs if a mixture of two good solvents causes the
collapse or demixing of polymers into a polymer-rich and solvent-rich
phase in a certain range of compositions of these two solvents. The non-
ionic thermo-responsive polymer, poly(N-isopropylmethacrylamide)
(PNIPMAM), which features a lower critical solution tempera-
ture (LCST) in aqueous solution, has been widely used to inves-
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tigate its collapse transition behavior in a mixture of two com-
peting good solvents.  However, co-nonsolvency response of its
block copolymer containing the zwitterionic poly(sulfobetaine)s, es-
pecially poly(4-((3-methacrylamidopropyl)dimethyllammonio)butane-
1-sulfonate)) (PSBP)*which exhibits an lower upper critical solution
temperature (UCST) and shows a strong swelling transition in aque-
ous media, is newly studied. We focus on the co-nonsolvency behav-
ior of PSBP-b-PNIPMAM thin films in water/acetone mixtures by in
situ time-of-flight neutron reflectometry (TOF-NR) and spectral re-
flectance (SR). Furthermore, Fourier transform infra-red (FTIR) spec-
troscopy is applied to investigate the interactions between the polymer
thin film and water/co-solvent, which is closely related to their deuter-
ation level.

CPP 17.18 Tue 11:00 P2
Core-shell microgels synthesized in continuous flow: Deep
insight into shell growth by temperature-dependent FTIR
spectrocopy — ePascaL Fanprica!, MArRco ANNEGARN!, LARs
WieHeMEIER!, INA Enring!, TiomMaN KorTke2, and THoMAs
HeLuwec! — 1Physical and Biophysical Chemistry, Bielefeld Univer-
sity, 33615 Bielefeld, Germany — 2Biophysical Chemistry and Diag-

nostics, Bielefeld University, 33615 Bielefeld, Germany

While core-shell microgels have been intensively studied in their fully
synthesized state, the formation mechanism of the shell growth has not
been completely understood. Such insight is decisive for a customiza-
tion of microgel properties for applications. In a novel approach, we
synthesized microgels based on a N-isopropylmethacrylamide (NiP-
MAM) core and a N-n-propylacrylamide (NnPAM) shell in a con-
tinuous flow reactor. The shell growth is studied depending on the
solution’s time of residence inside the reactor. PCS experiments re-
veal a significant decrease of the volume phase transition tempera-
tures of the core and the shell respectively, with increasing residence
time. At early stages, a decreased swelling capacity is found before a
discrete NnPAM shell is formed. Temperature-dependent FTIR spec-
troscopy shows that the decreased swelling capacity originates from a
pronounced interpenetrated network between NnPAM and NiPMAM.
AFM images resolve a raspberry-like structure after 3 min, pointing to
an aggregation of NnPAM domains before the distinct shell forms.

CPP 17.19 Tue 11:00 P2
How ultrasound accelerates microgel adsorption kinetics —
eLuca Miraul, SEBasTIAN STock!, AMIN RAHIMZADEH!, Sonia
WismaTH?, MarTHIAS RUTscu?, Mario KupNik?, and REGINE VON
Krirzing! — Department of Physics, TU Darmstadt, Hochschul-
str. 8, 64289 Darmstadt — 2Measurement and Sensor Technology,
TU Darmstadt, Merckstrafie 25, 64283 Darmstadt

Poly-N-isopropylacrylamide (PNIPAM) based microgels (MGs) are
surface-active and offer great opportunities as stabilizers of emulsions
and foams. Due to their thermosensitive response, the MGs enable
also destabilization on demand. However, emulsion formation implies
energy input by stirring or ultrasonication. To understand this forma-
tion process, it is important to understand the interfacial adsorption
of the MGs. A fast trigger to affect the adsorption process is given
by ultrasonication. The present study shows the effect of ultrasound
on the adsorption kinetics of PNIPAM MGs at the water-oil interface
monitored by drop shape tensiometry. The adsorption kinetics of MGs
accelerates with increasing ultrasonication intensity. The variation of
different parameters, such as ultrasonic frequency, MG crosslinker den-
sity, concentration and phase composition, indicates that both acous-
tic streaming as well as ultrasound induced deswelling of MGs due to
breakage of hydrogen bonding cause this acceleration.

CPP 17.20 Tue 11:00 P2
Interaction of soft microgel with solid silica particles at the
air-water interface — eCARINA SCHNEIDER, SEBASTIAN STOCK,
KevIN GRrAFF, FranziskAa JakoB, and REGINE voN KLITZING —
Departement of Physics, TU Darmstadt, Hochschulstrafse 8, 64289,
Darmstadt

Emulsions stabilized by multiple particle systems are interesting in var-
ious research fields, e. g., in the food industry or interfacial catalysis.
The interaction of two or more nano-particle systems of different prop-
erties at liquid interfaces is important for the coalescence behavior of
emulsion droplets stabilized by these particle mixtures. For instance, a
mixture of hydrophilic microgel particles (MGs) and hydrophobic silica
nano-particles (SiNP) is able to stabilize water in oil emulsions, which
is not possible with MGs alone. Therefore, it is of special interest to
understand the interaction of those particles at the interface. In this
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context, their lateral compression may simulate the droplet interfaces
under coalescence conditions. For this purpose, we spread mixtures
of poly-NIPAM MGs and spherical SiNPs at the air-water interface of
a Langmuir trough and determined the compression isotherms. For
deeper insights into the lateral structure formation, the particle layers
were transferred onto Silicon wafers and scanned by atomic force mi-
croscopy. For low compressions, the elastic MG network dominates the
isotherm while SiNP are situated between the MGs with low impact.
For higher compressions, the inelastic SINP structures are pushed onto
the MGs and take over the resistance to the outer pressure.

CPP 17.21 Tue 11:00 P2
Adsorption kineticts of microgel particles at the air/water
interface — eKaA1 LucA SPANHEIMER, DANIEL JAGER, SEBASTIAN
Stock, and REGINE voN KriTzING — Department of Physics, TU
Darmstadt, Hochschulstrafie 8, 64289 Darmstadt

Interest in microgel particles (MGs) based on poly-N-isopropyl acry-
lamide (PNIPAM) as surface-active material remains high. The nano-
to micrometer sized, cross-linked polymer particles are able to adsorb
to water/air or water/oil interfaces spontaneously. Combined with
their ability to act as carriers for drugs, recent studies showed, that
they may act as transport vehicles for amphiphilic catalysts to the
interface, resulting in improved interfacial catalysis, e. g., in Picker-
ing emulsions. Despite much research on the interaction of MGs with
various low and higher molecular weight material, the adsorption of
MG /catalyst complexes at the interface is not yet well understood. In
the presented work, the adsorption kinetics at the air/water interface
is measured via change in surface tension over time by drop shape anal-
ysis. In order to disentangle different effects in case of MG /catalyst
complexes the adsorption kinetics of pure MGs and mixtures of MGs
with simple anionic and cationic surfactants as model systems for the
catalysts is studied and compared with the adsorption of MG /catalysts
complexes.

CPP 17.22 Tue 11:00 P2
A molecular dynamics approach to understand and con-
trol the catalyst enrichment at the IL/vacuum interface
in SILP systems — MarTia LivrRagaI!, CHRISTIAN Wick!2,
eDavID MarTHEW SMmITH!3, and ANA-SUNGANA SmiTH3 — PULS
Group, Institute for Theoretical Physics and Interdisciplinary Cen-
ter for Nanostructured Films (IZNF), Friedrich-Alexander Universitét
Erlangen-Niirnberg (FAU), 91058 Erlangen, Germany — 2Competence
Unit for Scientific Computing (CSC), FAU, 91058 Erlangen, Germany
— 3QGroup of Computational Life Sciences, Division of Physical Chem-
istry, Ruder Bogkovi¢ Institute, 10000 Zagreb, Croatia

Supported Ionic Liquid Phase Catalysis (SILP) improves the catalytic
turnover by smearing a thin IL layer onto a support material, reducing
the need for slow reactant transport inside viscous ILs. Next genera-
tion SILP technology will rely on confining the catalyst to the vacuum
interface, spatially localising the chemical reaction. This will require a
deep understanding of the interface enrichment and structuring of the
individual chemical components. We investigated ionic liquids made
of iodide and polyehtylene glycol imidazolium cations. Therefore, we
parameterized atomic charges for the new ILs using multiple conforma-
tions during the RESP fitting procedure, compatible with the GAFF
force field, and validated our simulations against experimental data.
The (also newly parameterized) catalysts are Nickel(II) coordination
compounds with task-specific carbene ligands. We investigate the in-
fluence of the structures of the ligands and the IL’s chain on controlling
the catalyst’s distribution in and affinity for the IL-vacuum interface.

CPP 17.23 Tue 11:00 P2
Morphology control of titania thin films in a low temperature
process — eGuaNcJiiu Pan!, SHansHAN YIN!, Nian Li!, TiaNFU
Guan!, ReEnJuNn Guol, Suzue Lianc!, Yuqin Zoul, CAROLINE
EHGARTNER2, Nicora HUsiNg2, and PETER MULLER-BuscaBAUM!:3
— ITU Miinchen, Physik-Department, LS Funktionelle Materialien,
85748 Garching, Germany — 2Materialchemie, Chemie und Physik der
Materialien, Universitit Salzburg, 5020 Salzburg, Austria — 3MLZ,
TU Miinchen, 85748 Garching, Germany

A low-temperature routine to realize inorganic electron-transport lay-
ers (ETLs) is important for the commercialization of perovskite so-
lar cells. Fabricating ETLs at low temperature is energy saving and
compatible with flexible substrates. In this work, titania thin films
are synthesized at low temperature (below 100 Celsius degree) with
a polymer template sol-gel method based on the amphiphilic diblock
copolymer polystyrene-b-polyethylene oxide (PS-b-PEO), in combina-
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tion with selective incorporation of the titanium precursor ethylene
glycol-modified titanate (EGMT). Tailoring titania film morphology
in the low-temperature process is achieved by managing phase separa-
tion of the polymer template. The ratio of polymer, precursor, solvent,
and catalyst for the sol-gel solution is varied to tune the thin film mor-
phologies. The surface morphologies of titania films are probed via
scanning electron microscopy and GISAXS. The optical properties of
the films are examined with ultraviolet-visible spectroscopy.

CPP 17.24 Tue 11:00 P2
Soft Matter Food Physics: Oat Drink Foams — eJupiTH HEGE,
ANTONIA-LOUISA SCHLICHTING, JANA REEH, and THoMAS A. VILGIS
— Max Planck Institute for Polymer Research, Mainz, Germany

For various applications, oat drink needs to provide a capacity to form
stable, creamy, homogeneous foams. Such macroscopic foam properties
are based on molecular interactions at the air-water interfaces and pro-
tein kinetics within the lamellae. However, the underlying structure-
function relationships between molecular interactions and macroscopic
foam properties are not yet fully understood, especially for multicom-
ponent systems like plant-based drinks. Therefore, this study probed
foams formed by an oat drink containing only water, oats, canola oil
and salt.

Investigations focused on the influence of enzyme treatment, canola
oil addition, heat treatment and homogenization parameters on foam
properties. Accordingly, time-dependent foam height measurements
were performed and supported by light microscopy, photography, and
particle size measurements to compare the findings on the macroscopic
scale with bubble size evolution and oil droplet distribution.

This study showed that protease treatment resulted in a higher foam-
ing capacity, but lower foam stability and that heat treatment lessened
the foam stability. Furthermore, addition of small contents of canola
oil increased the foaming capacity, however, higher canola oil contents
reduced foam stability. Furthermore, a longer duration and higher
speed of homogenization treatment caused a more homogeneous emul-
sion and increased foaming capacity as well as foam stability.

CPP 17.25 Tue 11:00 P2
Spatial resolution of particle transport at interfaces — eKEVIN
HoLLRING!, ANDREAS BAER!, Davip M. SmiTH?, and ANA-SUNGANA
Smrrel2 — 1PULS Group, FAU Erlangen-Niirnberg, Germany —
2Group for Computational Life Sciences, Ruder Bogkovié¢ Institute,
Zagreb, Croatia

Confined geometries play an important role in various applications,
where it is generally important to be able to predict particle trans-
port and mobility. Commonly used techniques like the Einstein-
approach using the Mean Square Displacement (MSD) as well as Auto-
correlation-function (ACF) related techniques rely on strong assump-
tions about spatial isotropy and homogeneity tied to conditions on local
symmetry, that are not satisfied in these confined geometries, making
it especially hard to resolve interface-orthogonal particle dynamics.
Still other techniques like jump-diffusion are only able to approximate
relative mobility and require calibration for each system.

We propose a theoretical model for resolving absolute interface-
perpendicular diffusion based on the time particles spend within sub-
spaces of confined systems that accurately predicts diffusion for simple
point-like particles like water. In addition, we also present an exten-
sion to that model taking into account internal deformational degrees
of freedom that can affect the observed particle lifetime.

By application of the proposed models to water as well as
Imidazolium-based ionic liquids, we confirm their accuracy and ver-
satility in the analysis of complex particle dynamics thus also proving
their applicability to confined geometries.

CPP 17.26 Tue 11:00 P2
In-situ investigation during gold HiPIMS deposition onto
polymers — eYusur BurLur!2, KrisTiIAN RECK®, MATTHIAS
ScuwarTzKOPF!, Jonas Drewes3, Suvzue Lianc?, TIANFU
Guan?, THoMAs STRUNKUS?, FrRaNz FrRaupeL?, PETER MULLER-
Buscusaum?#4, and STEPHAN V. RoTu!® — 1DESY, 22607 Hamburg
— 2TU Miinchen, Physik Department, Lehrstuhl fiir Funktionelle Ma-
terialien, 85748 Garching — 3CAU, Chair for Multicomponent Materi-
als, Faculty of Engineering, 24143 Kiel — *MLZ, TU Miinchen, 85748
Garching — °KTH Royal Institute of Technology, Department of Fibre
and Polymer Technology, SE-100 44 Stockholm

Gold deposition via high power impulse magnetron sputtering (HiP-
IMS) allows to coat thin metal layers on heat sensitive materials such as
polymers allowing for increased adhesion and density. HiPIMS allows
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deposition at a lower total deposited thermal energy in comparison
to conventional magnetron sputtering, but this energy is delivered in
a very short pulse exhibiting very high power and ionization. The
consequences for the nucleation and growth processes during HiPIMS
deposition are not sufficiently known. Therefore, we investigate the
morphology evolution of thin gold layers on four polymer templates,
namely polystyrene (PS), polyvinylalcohol (PVA), polystyrene sulfon-
icacid (PSS) and poly-4-vinylpyridin (P4VP). These polymers show
different functional moieties and thus are expected to influence the
growth of the gold layer. We present first results of our in situ in-
vestigations combining grazing-incidence small angle X-ray scattering
(GISAXS), grazing incidence wide angle X ray scattering (GIWAXS).

CPP 17.27 Tue 11:00 P2
High-concentration Lithium-ion Electrolyte Overcomes the
Challenges of High-temperature Lithium Batteries — ¢ TIANLE
ZueENG!, Yasun CHENGZ, and PETER MULLER-Buscusaum! — 1TU
Miinchen, Physik-Department, LS Funktionelle Materialien, 85748
Garching — 2Ningbo Institute of Materials Technology & Engineering,
Chinese Academy of Sciences, Ningbo, 315201, Zhejiang Province, P.
R. China

Traditional Li-ion batteries, on the other hand, are severely constrained
in high-temperature applications due to the low thermal stability of
the electrolyte/electrode interface and electrolyte decompositions in
the cell. Herein, we demonstrate a new electrolyte that achieves an
excellent stable long-term cycling at 100°C, well beyond the typical
60°C limits of normal conventional Li-ion batteries. The high concen-
trated lithium oxalyldifluoroborate (LiIODFB) is selected as the only
lithium salt with a carefully designed high thermal stability solvent
group. As a result, this unique high-concentration electrolyte can pro-
mote to form a stable and inorganic solid electrolyte interface (SEI)
layer on the electrode at elevated temperature, leading to improved
performance in MCMB/Li and lithium iron phosphate (LFP)/Li half-
cells, and achieve reversible capacities of 160 and 350 mA h/g, re-
spectively, with Coulombic efficiencies (CEs) > 99.3%. Subsequently,
we further investigate the mechanism of high concentration LIODFB
electrolytes by molecular dynamics (MD) simulations and XPS charac-
terization techniques, exploring a new way for future high-temperature
electrolytes for Li-ion batteries.

CPP 17.28 Tue 11:00 P2
Sol-gel based tailored lithium-ion battery electrodes —
elvaNna Prvarnikovil:2, RaLpu GiLLes!, and PETER MULLER-
BuscuBaum!®?2 — IMLZ, TU Miinchen, 85748 Garching — 2TU
Miinchen, Physik-Department, LS Funktionelle Materialien, 85748

Garching

Silicon based materials have been considered as one of the most promis-
ing candidates for the next-generation lithium-ion battery anodes,
thanks to its low cost, non-toxicity and high theoretical gravimetric
capacity (4200 mAh/g). One of the concepts for a suitable application
is to design the mesoporous Si-based material via copolymer assisted
sol-gel synthesis. This wet chemical method consists of the forma-
tion of the organic-inorganic composites by a self-assembly mecha-
nism, where the organic phase (PEO-b-PPO-b-PEO non-ionic triblock
copolymer) serves as a template for the inorganic structure (SiOx).
The tetraethoxysilane (TEOS) is used as a Si precursor. The solution
mix is spin-coated onto the cleaned Si substrates and the removal of
the template is done by calcination at high temperature (400 °C). The
properties of the thin films can be tuned by adjusting the synthesis
conditions such as concentration of the reaction compounds, choice of
the deposition technique, choice of the final calcination step or choice of
additives. The aim is to reach the desired thickness, porosity, conduc-
tivity and mechanical stability for a successful Li-ion battery anode
application. The produced thin films are characterized by scanning
electron microscopy (SEM), grazing incidence small-angle X-ray scat-
tering (GISAXS), profilometry and ellipsometry measurements.

CPP 17.29 Tue 11:00 P2
Silicon-germanium based coating of anodes for Lithium-ion
batteries — eKrxin Wu'!, CurisTian L. WrNDL!, and PETER
MuLLER-BuscaBaum®?2 — ITU Miinchen, Physik-Department, LS
Funktionelle Materialien, 85748 Garching — 2MLZ, TU Miinchen,
85748 Garching

Lithium-ion batteries (LIBs) have received increasing attention over
several decades as an indispensable role in energy storage. The ap-
plication of silicon anodes is hindered by their volumetric expansion
after full lithiation, which causes collapse with three failure mech-



Regensburg 2022 — CPP

Tuesday

anisms including electrode pulverization, disconnection between the
electrode and current collector, and continuous breaking and re-growth
of the solid electrolyte interface (SEI) layer. To tackle this crit-
ical issue, the construction of hierarchical structures is a promis-
ing way to increase the stability of active materials. In our stud-
ies, Si/Ge hierarchical structures are built by chemical templating of
pre-nanostructure self-assembled polystyrene nanoparticles, using an
amphiphilic polystyrene-block-polyethylene oxide (PS-b-PEQO) diblock
copolymer as structure-directing agent. The diblock copolymers un-
dergo microphase separation, which is further modified by solvent va-
por annealing with dichloromethane (DCM) and SiCl4. By pyrolysis,
mesoporous thin films are achieved. The desirable morphological and
crystallographic studies are accomplished by GISAXS) SEM, AFM,
and GIWAXS) The study is completed by galvanostatic cycling tests
and impedance spectroscopy.

CPP 17.30 Tue 11:00 P2
Modeling of Nano-Porous Electrode Systems via Molecular
Dynamics — ePHILIPP STARK — SC Simtech, Uni Stuttgart, Ger-
many

We use grand canonical Monte Carlo combined with atomistic-level
MD to simulate open electrode systems at a constant potential. Us-
ing a multi-scale approach, our aim is to aid in the design of energy
storage devices/electrocatalysis applications. In order to achieve this
goal, we use different constant potential approaches to characterise the
atomistic mechanisms behind charging and electro-catalytic product
transport.

CPP 17.31 Tue 11:00 P2
Charging of dielectric surfaces in contact with aqueous elec-
trolyte — the influence of CO; — ePrTER VocEL', NADIR
MOLLERY, PrAvasH Bista?, STeEraN WEBER?, HANS-JURGEN BuTT?,
BenNo LieBcHEN®, and THoMas PaLBErc! — lInstitut fiir Physik,
Johannes Gutenberg Universitiit, 55128 Mainz (Germany) — 2Max
Planck Institut fir Polymerforschung, 55128 Mainz (Germany) —
3Institut fiir Physik kondensierter Materie, Technische Universitit
Darmstadt, 3 64289 Darmstadt (Germany)

The charge state of dielectric surfaces in aqueous environments is of
fundamental and technological importance. We use super-heterodyne
light scattering in a custom-made cell to study the influence of dis-
solved CO2 on the charging of three, chemically different surfaces. We
compare an ideal, CO2-free reference state to ambient COg conditions.
Systems are conditioned under conductometric control at different low
concentrations of NaCl. As expected for constant charge densities, (-
potentials drop upon increasing the salt concentration in the reference
state. Presence of CO2 leads to an overall lowering of (-potentials.
Moreover, for the inorganic dielectric, the salt dependent drop is sig-
nificantly weakened, and it is inversed for the organic dielectrics. We
suggest that at ambient conditions, the charge state of dielectric sur-
faces is related to dielectric charge regulation caused by the salt con-
centration dependent adsorption/desorption of COa.

CPP 17.32 Tue 11:00 P2
Characterization of Nd complexes and processing of pho-
tonic crystal structures — eMiriaM GERSTEL!, MUHAMMAD
SHAHARUKH!, INco KouNE?, PAuL MERTIN®, RUDOLF PIETSCHNIGZ,
BERND WITZIGMANN®, JOHANN PETER REITHMAIER!, and MOHAMED
BEeNvyouckr! — !nstitute of Nanostructure Technologies and Analyt-
ics (INA) — 2Institute of Chemistry — 3Institute of Computational
Electronics and Photonics, CINSaT, University of Kassel, Germany

Lanthanide (Ln) ions are unique for applications in lighting, sensing,
and display technologies. In our approach, we investigate the potential
of using Ln(III) complexes as attractive luminescent materials due to
its characteristics of narrow emission bands and wide emission spec-
trum. Two different types of Nd(III) complexes are investigated: Nd
complexes with phosphonate ligands with varying aromatic residues
and complexes where the Nd ion is incorporated in a polyoctahedral
silsesquioxane cage. Optical properties of Nd complexes are deter-
mined by photoluminescence (PL) spectroscopy, which reveals three
emission bands of Nd(III) ions in the NIR region. To achieve a lowden-
sity molecular distribution on the sample surface, the complexes are
dissolved in dichloromethane and drop-casted on a flat surface. For
light enhancement, molecules will be immobilized on photonic crystal
cavities (PhCs). The fabrication of PhCs by electron-beam lithogra-
phy, inductively coupled plasma reactive ion etching and selective wet
etching techniques is discussed. This work is supported by the state
of Hesse in the frame of LOEWE priority project SMolBits.
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CPP 17.33 Tue 11:00 P2
Fabrication of photonic crystals for integration of molecules

— oOzLEM Urcan!, RanBiR Kaur!, MUHAMMAD SHAHARUKH!,

Inco Koune?, RuboLr PieTscHNIG?, JOHANN PETER REITHMAIER!,
and MouaMED BENYOUCEF! — !Institute of Nanostructure Technolo-
gies and Analytics (INA), Kassel, Germany — 2Institute of Chemistry,

Kassel, Germany

The control of light-matter interaction is an enabling technique for
many emerging quantum technology applications. Photonic crystals
(PhCs) are of particular interest since they can confine light in small
mode volumes producing a strong interaction between light and emit-
ters located in or near the cavity. Emitters such as lanthanide (Ln)
molecules offer the potential of scalable quantum systems due to their
characteristic narrow linewidth and wide emission spectrum.

This work focuses on the fabrication of PhCs by electron-beam
lithography, inductively coupled plasma reactive ion etching and selec-
tive wet etching techniques and investigating different process param-
eters influencing the quality of PhCs. The morphological and optical
properties of PhCs are characterized by scanning electron microscopy
and micro-photoluminescence spectroscopy. In order to enhance the
light emission, Ln molecules will be immobilized on the processed PhC
cavities.

This work is supported by the state of Hesse in the frame of LOEWE
priority project SMolBits

CPP 17.34 Tue 11:00 P2
Propandehydrierungskatalysatoren mit den Eisen(IIT)oxid-
Nanopartikeln — eIrRINA BELOvVA — Moscow, Russia

Propylen ist ein sehr wichtiger Industrierohstoff, aber das Wachstum
seiner Produktion hat mit dem Wachstum des Verbrauchs nicht Schritt
gehalten. Das grofite Potenzial im Bereich der Propylenherstellung ha-
ben die Reaktionen der direkten und oxidativen Dehydrierung von Pro-
pan. Wir haben versucht, einen Propan-Dehydrierungskatalysator als
Eisen-Nanopartikeln auf Aluminiumoxid zu erhalten. Um Nanopar-
tikel zu bilden, griffen wir auf die Bildung von Eisenkomplexen mit
Phenanthrolin zuriick. Bei der Reaktion der direkten Propandehydrie-
rung gibt es bei diesen Katalysatoren eine geringe Selektivitdt. Dabei
schreitet Cracken schreitet aktiv voran. Es gibt jedoch immer noch eine
Propandehydrierung . Wir planen, mit Sauerstoff gemischtes Propan
benutzen. Wir erwarten, dass die *milde* Oxidation von Propan mit
Sauerstoff besser verlduft.

CPP 17.35 Tue 11:00 P2
Polydisperse curved polymer brushes — eMARIOS GIANNAKOU
and FRIEDERIKE ScHMID — University of Mainz

In the past, polymer brushes have been investigated in the monodis-
perse limit or in flat geometries. These circumstances however aren*t
as experimentally relevant, as monodisperse brushes are difficult to
construct and brushes are found in curved geometries most of the
times. Here, we attempt to resolve this issue by extending the already
established mean-field theory describing polymer brushes developed by
Cates et.al.. We develop a numerical method that allows us to investi-
gate cylindrical and spherical geometries for arbitrary polydispersities.
We then explore the uniform, Schulz-Zimm and monodisperse polymer
distributions, and comment on the results.

CPP 17.36 Tue 11:00 P2
Temperature-dependent conformation behavior of isolated
Poly(3-hexylthiopene) chains — eSANWARDHINI PANTAWANE and
STEPHAN GEKLE — Biofluid Simulation and Modeling Theoretische
Physik VI Universitdt Bayreuth 95440 Bayreuth Germany

‘We use atomistic as well as coarse-grained molecular dynamics sim-
ulations to study the conformation of a single Poly(3-hexylthiopene)
chain as function of temperature. We find that mainly bundle and
toroid structures appear with bundles becoming more abundant for
decreasing temperatures and even more after adding solvent (THF),
leading to a prominent swelling of the molecular size at a temperature
of about 220K. This swelling is in close agreement with the interpreta-
tion of recent spectroscopic experiments (Panzer et al. J Phys Chem
Lett 8, 114 (2017)). We further relate the temperature dependence of
P3HT to that of simple Lennard-Jones model polymers in vacuum.

CPP 17.37 Tue 11:00 P2
Dynamic Origin of the Entropic Force on a Semi-Confined
Chain — eRoODRIQUE Bapr!, Lama TANNOURYZ, and LEONID

Krusuin® — 1Johannes Gutenberg University, Mainz, Germany —
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2Martin Luther University, Halle-Wittenberg, Germany — 3 American
University of Beirut, Beirut, Lebanon
Thermodynamics predicts that the free energy of confinement
F=B—
for a chain confined in a tube with tll?in and thick walls is the same
in both cases. This equivalence implies that the force acting to eject
the chain from semi-confinement is also the same. Thermodynamics,
however, does not explain the dynamical origin of the force, but one
can understand the force as originating from contacts with the surface
of the boundary. Intuition suggests that the thin boundary should
amount to fewer contacts and thus lead to a smaller ejection force
when compared to the case of a thick boundary. Using coarse-grained
molecular dynamics (MD) simulations, we support and validate the
thermodynamic prediction that the magnitude of the ejection force is
the same for different thicknesses of the boundary.
The forces are also found to be in good agreement with the scaling laws
predicted by the thermodynamic approach. Finally, the results from
our MD simulations provide an explanation of the origin of this equiv-
alence of entropic forces, through the analysis of the radial distribution
of contributions from the boundary to the ejection force.

CPP 17.38 Tue 11:00 P2
Computational study of the rheology of nanoparticle-polymer
composites — eLEoN HiLLMANN, NikLAas BracoJevic, and MAR-
cus MULLER — Institute for Theoretical Physics, Georg-August-
Universitdt Gottingen, Germany

Matrix-filler interactions in nanoparticle-polymer composites play a
crucial role in the manufacturing process as well as the properties of
the final material. Therefore, understanding the interplay between the
parameters, such as shape, concentration, and size, is paramount for
the design process of new composites. Computer simulations of these
materials, however, pose several challenges due to the vast differences
in the length scales involved, ranging from atomistic forces up to large-
scale self-assembling structures. Here, a single nanoparticle embedded
in polymer melt, represented by a highly coarse-grained, Gaussian,
bead-spring model, is studied by dissipative particle dynamics (DPD)
simulations. The nanoparticle-polymer interaction is adjusted with it-
erative Boltzmann inversion to match predictions of the density profile
from atomistic simulations. Measurements of the nanoparticle’s veloc-
ity autocorrelation function are then used to determine the memory
kernel in a generalized Langevin equation. To what extent does the
motion of the nanoparticle provide information about the viscoelastic
properties of the surrounding melt? To this end, a numerical solution
of the corresponding inverse problem is presented, which arises from a
reformulation of the problem as the inversion of a triangular Toeplitz
matrix. The results are finally compared with the predictions made by
the Rouse model for unentangled polymer melts.

CPP 17.39 Tue 11:00 P2
Anomalous Diffusion of Diisocyanate in Cross-linked Sili-
cone — eMARTIN WORTMANN', KLAUS VIERTEL?, NATALIE FRESE!,
WarLpeMaR KEeiL3?, Craubia ScuMipT?, and BrRuno HUsGEN?
IBielefeld University, Bielefeld, Germany — 2Bielefeld University
of Applied Sciences, Bielefeld, Germany — 3Paderborn University,

Paderborn, Germany

In industrial applications of polyurethane vacuum casting, silicone
casting molds are used to replicate complex three-dimensional mas-
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ter patterns for prototypes and small series production. The unde-
sired diffusion of isocyanate from the casting resin into the silicone
causes gradual degradation of the casting molds. In this contribution,
we present mathematical models for the anomalous diffusion process
and a comprehensive description of the underlying chemical and phys-
ical mechanisms. The polymerization of the isocyanate with residual
moisture to polyurea within the silicone matrix leads to a time depen-
dence of both the surface concentration and the diffusion coefficient.
The resulting concentration distribution over time and cross-section is
modelled by analytical solutions to the diffusion equation.

CPP 17.40 Tue 11:00 P2
Molecular Dynamics Simulation of Free chain Diffusion into
a Regular Network — eJUDE ANN VisHNU! and FRIEDERIKE
Scumip? — 1Johannes Gutenberg University, Mainz, Germany —
2Johannes Gutenberg University, Mainz, Germany

Thermo-sensitive hydrogels have attracted considerable attention in
the field of bio chemistry and bio-medicine. Earlier works show that
microfluidics can be used to create core-shell particle with decoupled
elasticity and surface adhesiveness. However these experiments could
not achieve proper control over the core-shell interconnectivity. We
use MD simulations to understand and quantify the diffusive interpen-
etration of these shell polymers into a core gel. The simulation uses
a Regular network to model the gel which is diffusively invaded via a
polymer solution. We look into the interfacial profile and the ways to
control this core-shell connectivity. The density profiles show a clear
dependence of penetration on shell polymer concentrations. This is
also seen in the degree of interfacial integration and diffusion depths.
Finally the analysis of diffused free chain within the gel shows the
emergence of large clusters leading to percolation.These results give us
insight into how the factors like the core-shell polymer contact time,
shell polymer concentration, etc can help us fine tune the core-shell
connectivity in experiments.

CPP 17.41 Tue 11:00 P2
Nucleation of separating liquid phases in elastic polymer net-
works — eCHARLOTTA LOoRrRENZ, CARLA FERNANDEZ-RICO, and Eric
DurrESNE — Soft and Living Materials, ETH Zurich, Zurich, Switzer-
land

Arrested phase separation is a key mechanism used by living systems
to create well-controlled nanostructures. One of the most salient ex-
amples is structural color as present in some bird and insect species.
Besides fascinating optical properties, phase-separating composite sys-
tems can have astonishing mechanical properties: For example, liquid
inclusions can stiffen polymer networks. These mechanical properties
have been less studied compared to the optical properties. To study
the mechanical properties we use a sample system of a polymer net-
work made of PDMS and fluorinated oil. We aim to control mechani-
cal properties by tuning the structure of the phase-separated domains.
Structure of the phase separating domains can be influenced by their
nucleation. We vary typical parameters which could determine the nu-
cleation such as the mesh size of the polymer network and total liquid
fraction. We employ small-angle X-ray scattering, tensile tests and in-
dentation experiments to study nucleation and mechanical properties
of phase-separating samples. Our studies can result in mechanically
highly flexible, self-assembled materials, which are comparatively fast
and easy to produce.
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CPP 18: Complex Fluids and Colloids, Micelles and Vesicles (joint session CPP /DY)

Time: Tuesday 11:30-13:00

Invited Talk CPP 18.1 Tue 11:30 H38
How X-rays can reveal waters mysteries — eKATRIN AMANN-
WINKEL — Max-Planck-Institut fiir Polymerforschung, Mainz, Ger-
many — Johannes Gutenberg Universitdt Mainz, Institut fiir Physik,
Mainz, Germany — Stockholm University, Department of Physics,
Stockholm, Sweden

Water is ubiquitous and the most important liquid for life on earth.
Although the water molecule is seemingly simple, various macroscopic
properties of water are most anomalous, such as the density maximum
at 4°C or the divergence of the heat capacity upon cooling. Computer-
simulations suggest that the anomalous behaviour of ambient and su-
percooled water could be explained by a two state model of water. An
important role in this ongoing discussion plays the amorphous forms
of water [1]. Since the discovery of two distinct amorphous states of
ice with different density (high- and low density amorphous ice, HDA
and LDA) it has been discussed whether and how this phenomenon of
polyamorphism at high pressures is connected to the occurrence of two
distinct liquid phases (HDL and LDL). X-ray scattering experiments
on both supercooled water [2] and amorphous ice [3]| are of major im-
portance for our understanding of water. In my talk I will give an
overview on our recent experiments on supercooled water and amor-
phous ices. [1] K. Amann-Winkel et al., Waters controversial glass
transition, Rev. Mod. Phys. 88, (2016) [2] K.H. Kim, et al., SCI-
ENCE 358, 1589 (2017) [3] K.H. Kim, et al., SCIENCE 370, 6519, 978
(2020)

CPP 18.2 Tue 12:00 H38
Electrostatic Shielding Behavior of Keggin Anions in Aque-
ous Solution — eTHoMAS TILGER and REGINE vON KrLiTZING — De-
partment of Physics, Technische Universitat Darmstadt, Darmstadt,
64289, Germany

Natural colloidal dispersions have accompanied mankind in the form
of blood or milk ever since. Besides this, artificial systems have gained
a significant importance for our daily life during the last decades.

Therefore, it is of special interest to gain an understanding of which
interparticle forces govern the stability of colloidal dispersions and
how this stability can be tailored. In electrolyte solutions, the clas-
sical DLVO theory describes these interactions. Whilst this descrip-
tion provides a good agreement with experimental data for 1:1 elec-
trolytes, larger deviations appear for systems of higher valency. For a
detailed examination of the van der Waals and electrostatically dom-
inated regimes, we directly measure the forces between colloidal silica
particles in aqueous solutions by the colloidal probe AFM (atomic force
microscopy) technique.

Varying the concentration of monovalent salts and acids allows us
to demonstrate the transition from the double layer to the van der
Waals dominated regime and to determine the pH dependence of the
colloidal probes double layer potential. Similar measurements for phos-
photungstic (PTA, a 1:3 system) and silicotungstic acid (STA, a 1:4
system) - both nanometer-sized anions of the Keggin type - can still
be described with the DLVO theory, but reveal significant deviations
between the calculated and measured ionic strengths.

CPP 18.3 Tue 12:15 H38

Influence of the imbibition of colloids through the mor-
phology of porous CNF layers — eCONSTANTIN HARDERDLZ,
Marie BETKERD3, ALExAkIs E. ALExakis®, ANDREI CHUMAKOV!,
BeNEDIKT Socuor!, ErisaBetH Ersrs'?, Marc Genscu?,
Qing  CueEN', CawviNn Brert!3, JAN RuBEck!, MATTHIAS
ScHWARTZKOPF!, Eva MALMSTROMS3, DANIEL SODERBERGS, PETER
MULLER-BUscuBAUM2:9 | and STEPHAN V. RoTu!3 — 1DESY, 22607
Hamburg, Germany — 2TU Miinchen, Physik-Department, LS Funk-
tionelle Materialien, 85748 Garching, Germany — 3KTH Royal Insti-
tute of Technology, 10044 Stockholm, Sweden — “Institute for X-ray

Physics, Goettingen University, 37077 Goettingen, Germany — >MLZ,
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TU Miinchen, 85748 Garching, Germany

Functionalization of porous materials in terms of optical, chemical,
and mechanical properties is readily achieved by applying colloidal
layers. Our goal is to functionalize porous cellulose nanofibril (CNF)
templates by applying tailored core-shell colloids with specific surface
properties. The colloidal layer formation influencing the surface prop-
erties can be tuned by the deposition conditions and subsequent an-
nealing. Therefore, we applied colloidal inks (poly(butyl methacrylate)
and poly(sobrerol methacrylate) in aqueous dispersion) with different
glass transition temperatures Ty as the colloidal layers on the CNF
templates. During the deposition, the colloids partially enter the CNF
layer to fill the CNF voids and remain on the CNF surface, leading
to complex drying processes. The morphology of the mixed CNF /
colloidal thin film changes when Ty of the colloids is exceeded.

CPP 18.4 Tue 12:30 H38
Elastic core-shell materials and their deformational behavior
— Jannis KoLker!, eLukas FiscHER?, ANDREAS M. MENzELZ, and
HarrMmuT LO6weN! — lInstitut fiir Theoretische Physik II, Heinrich-
Heine-Universitat Diisseldorf, Diisseldorf, Germany — 2Institut fiir
Physik, Otto-von-Guericke-Universitat Magdeburg, Magdeburg, Ger-
many

Elastic materials consisting of an inner part, a core, and an outer part,
a shell, of possibly different material properties can be found from
planetary scales down to the colloidal microscale. We here describe a
situation amenable to analytical theory, namely the linear elastic de-
formation of a spherical core-shell system in response to an equatorial
load in form of a force line density [1]. The relevance of this setup
lies in, e.g., functionalized microgel particles absorbed to fluid-fluid
interfaces or macroscopic illustrative show-and-tell objects.

Situations of different elastic properties and sizes of core and shell
are analyzed to study their influence on the deformational response of
the whole system. For example, tuning the two Poisson ratios allows to
adjust the relative degree of oblate or prolate deformations and change
in volume between core and shell. Due to the overall spherical shape
and the two-component structure, the stress and strain distributions
become rather inhomogeneous. Using different core and shell materials
in colloidal microgel particles allows for inner functionalization while
simultaneously adjusting the outer wetting properties.

[1] J. Kolker, L. Fischer, A. M. Menzel, H. Léwen, J. Elasticity, in
press.

CPP 18.5 Tue 12:45 H38
Effective Thomas-Fermi screening approach and wet-
ting transition at charge/metal interfaces — eALEXANDER
Scuraicu! 2, DoncrLianGg JinD3| Lyperic BocqueT?, and Benorr
CoasnNe! — 'Univ. Grenoble Alpes, CNRS, LIPhy, Grenoble, France
— 2Stuttgart Center for Simulation Science, Universitit Stuttgart,
Germany — 3Institut fur Theoretische Physik, Technische Universi-
tat Wien, Austria — “Laboratoire de Physique de I’'Ecole Normale
Supérieure, CNRS, Université PSL, Sorbonne Université, Sorbonne
Paris Cité, Paris, France

At the nanometer scale the commonly employed image charge approach
to obtain the electrostatic interactions close to a metallic interface
breaks down due to the finite screening in any real metal. We develop
an effective approach that allows dealing with any real metal using the
Thomas-Fermi formalism. [1]

We find a microscopic picture based on the Gibbs-Thomson equa-
tion for capillary freezing of an ionic liquid. An unprecedented wetting
transition is found upon switching the confining medium from insulat-
ing to metallic. The wetting behavior at imperfect metals raises new
challenging questions on the complex behavior of charged systems in
the vicinity or confined within surfaces.

[1] A. Schlaich, D. Jin, L. Bocquet & B. Coasne, Nat. Mater. 1
(2021).
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CPP 19: Perovskite and Photovoltaics 2

Time: Wednesday 9:30-11:00

Invited Talk CPP 19.1 Wed 9:30 H38
Elucidating the role of antisolvent polarity on the surface
chemistry and optoelectronic properties of lead-halide per-
ovskite nanocrystals — eRoBERT HoYE — Department of Mate-
rials, Imperial College London, Exhibition Road, London SW7 2AZ,
United Kingdom

Lead-halide perovskites (LHPs) have emerged as highly-promising con-
tenders for light-emission applications, particularly in the form of
nanocrystals (NCs), owing to their advantages of high photolumi-
nescence quantum yield (PLQY), along with tunable, sharp emission
peaks. Achieving high-quality NCs critically depends on the purifi-
cation process, which often makes use of an antisolvent. Despite its
important role, the mechanism by which the antisolvent influences the
surface properties of the NCs is not well understood. In this talk, we
examine the influence of the polarity of the antisolvent on the prop-
erties of the model NC system CsPbBrxI3-x. The antisolvents we
compare are (in order of increasing polarity): methyl acetate, acetone
and butanol. We find that as the polarity of the antisolvent increases,
there is a greater blue-shift in the photoluminescence peak, owing to
the removal of iodide. Through detailed nuclear magnetic resonance
measurements, we find that this occurs due to more polar antisolvents
having a higher propensity to induce a condensation reaction between
the oleic acid and oleylamine ligands on the NCs, leading to their re-
moval in the form of amides, which leads to the removal of surface
iodides. This work shows that minimising surface damage to LHP
NCs requires the selection of low polarity antisolvents.

CPP 19.2 Wed 10:00 H38
Simulation of the impact of processing conditions on the per-
ovskite film morphology — e MARTIN MAJEWSKI, OLIVIER RONSIN,
and JENS HARTING — Forschungszentrum Jiilich GmbH, Helmholtz
Institute Erlangen- Niirnberg (IEK-11), Dynamics of Complex Fluids
and Interfaces, Cauerstrafte 1, 91058 Erlangen, Germany

The solution-processed perovskite layer forms complex structures dur-
ing drying. This morphology of the dry film heavily influences the
efficiency of the final solar cell. The impact of the physical mecha-
nisms on the morphology, like for example nucleation and evaporation
rate, in a drying, crystallizing wet film is not really understood yet.
Therefore a better understanding of the interplay of these phenomena
is needed.

We will present phase field simulations which are capable to describe
the main physical processes like: evaporation, diffusion, spontaneous
nucleation, crystal growth and advection, to investigate the impact of
processing conditions on the final morphology of the perovskite film.
Comparisons of the simulation to the theory will be presented. First
simulations of drying solutions, including all physical phenomena, will
be shown and compared to experiments.

CPP 19.3 Wed 10:15 H38

Influence of crystallization on the structural and optical prop-
erties of lead-free Cs2AgBiBr6 perovskite crystals — eMELINA
ARMER!, JuLiAN HocokER?, CARSTEN BticHNER!, SopHIE HAFELE!,
PaTtrick DORFLINGER!, MaxiMiLiaNn  T. SirTL3, KRISTOFER
TviNesTEDT!, THoMAs BEIN?, and Viapmmr Dyakonov!

IExperimental Physics VI, Julius Maximilian University of Wiirzburg,
97074 Wiirzburg — 2Ludwigs Maximilian University Miinchen,
80539 Miinchen — 3Ludwigs Maximilian University Miinchen, 81377

Miinchen

As conventional perovskite solar cells contain lead and therefore suffer
from toxicity issues, finding stable lead-free materials for the applica-
tion in perovskite photovoltaics has become an essential problem to be
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solved. In this work, lead-free Cs2AgBiBr6 single crystals have been
synthesized by slowly evaporating organic solvents and by using the
well-known controlled cooling technique. The evaluation of solubil-
ity curves showed that slow evaporation enables crystal growth in a
wide range of temperatures. We further used the controlled cooling
technique as a reference to the slow evaporation method to grow crys-
tals at different temperatures. The quality of the synthesized crystals
was characterized by X-ray diffraction (XRD) and energy dispersive X-
ray (EDX) measurements. Furthermore, photoluminescence excitation
(PLE) and absorption measurements were conducted to investigate the
relationship between Urbach energy and the growth method and tem-
perature. As a result, we found that growth temperatures significantly
impact the amount of tail-states present in the perovskite crystals.

CPP 19.4 Wed 10:30 H38
Real-time texture and phase evolution tracking of the an-
nealing process of slot-die coated perovskite by in situ GI-
WAXS — eManueL A. Reus!, LEnnarT K. REB!, ALEXANDER
F. WriNnzierr!, Curistian L. WenpL!, REnjun Guol, Tianxiao
Xi1aot, MATTHIAS SCHWARTZKOPF2, ANDREI CHUMAKOVZ, STEPHAN
V. Rotn?, and PETER MULLER-BuscuBaum!-3 — ITU Miinchen,
Physik-Department, LS Funktionelle Materialien, 85748 Garching —
2DESY, 22607 Hamburg — 3MLZ, TU Miinchen, 85748 Garching

In perovskite solar cell material research the thin-film morphology de-
termines the quality of the absorber material and consequently device
performance. To scale up material deposition towards, e.g., roll-to-
roll compatible techniques, the influence of the deposition method on
morphology needs to be known to control the process. Here, we ap-
ply in situ grazing-incidence wide-angle x-ray scattering (GIWAXS) on
the annealing process of slot-die coated lead iodide and slot-die coated
methylammonium iodide, that react to perovskite under heat. We
track the conversion in real-time and extract relevant parameters con-
cerning texture and phase evolution. As a reference, we show GIWAXS
data of spin-cast equivalent systems and show the resulting morphol-
ogy and kinetics differences traced back to the deposition method.

CPP 19.5 Wed 10:45 H38
Temperature-reduced and rapid growth of hybrid perovskite
single crystals — eJuLiaN Ho6cker'?, FELix Brust!, MELINA
ARMER!, and Vviapimir Dyakonov! — lExperimental Physics VI,
Julius Maximilian University of Wiirzburg, 97074 Wiirzburg, Germany
— 2Experimental Physics - Soft Condensed Matter, Ludwig Maximil-

ian University of Munich, 80539 Munich, Germany

Organolead trihalide perovskite single crystals are gaining more and
more interest in the field of semiconductor research since they can be
used for a variety of technical applications, like photodetectors or solar
cells. To date, exclusively solution-processed perovskite crystals have
been used for the fabrication of such device prototypes. A supersat-
urated perovskite solution is caused either by a temperature change,
solvent evaporation, chemical reaction, or a combination of the meth-
ods. The aim of the various processes is to achieve rapid growth of
crystals with controlled structure, size, shape, and yield. In addition,
the crystalline components must exhibit high physical and chemical
qualities to be applied as semiconducting components. However, these
high requirements and numerous criteria cannot always be fully met
by standard techniques like inverse temperature crystallisation. In
order to grow large-sized OLTP single crystals in a controlled and
simple manner from solution in the shortest possible time, we devel-
oped a crystallisation process based on primary alcohols. As a result,
the blends based on perovskite precursor solution and alcohols lead
to a significant reduction in their retrograde solubility and enable a
temperature-reduced crystallisation pathway to grow single crystals.
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CPP 20: General Session to the Symposium: Interplay of Substrate Adaptivity and Wetting
Biology (joint session CPP /DY)

Dynamics from Soft Matter to
Time: Wednesday 9:30-11:15

CPP 20.1 Wed 9:30 H39
Adaptive two capacitor model to describe slide electrification
in moving water drops — ePravasu Bistal, Amy Z. STETTEN!,
WiLLiam S.Y Wonc!, Hans-JorGeN Butr!, and STeErFaN A.L.
WEBER!"2 — Max Planck Institute for Polymer Research, Ackerman-
nweg 10, 55128 Mainz, Germany — 2Johannes Gutenberg University,
Department of Physics, Staudingerweg 10, 55128 Mainz, Germany

Slide electrification is a contact-charge separation where neutral water
drops slide over a neutral hydrophobic surface, accumulating and leav-
ing behind a net charge. The accumulated drop charge for successive
sliding drops decreases and eventually reaches a steady state. On hy-
drophobic and hydrophilic mixed surfaces, even a polarity flipping of
drop charge depending on a drop rate was observed. Here, we describe
this effect in terms of a voltage generated at the three-phase contact
line. This voltage moves charges between capacitors, one formed by
the drop combined with the solid surface and one on the solid-surface.
By introducing an adaptation of the voltage upon water contact, we
can model drop charge experiments on different surfaces, including
more exotic ones with drop-rate-dependent charge polarity. Thus, the
adaptive two capacitor model enables new insights into the molecular
details of the charge separation mechanism.

CPP 20.2 Wed 9:45 H39
Memory effects of PNiPAAm brushes in different atmo-
spheres — eSiMoN ScHUBOTZ, MARISA FIscHER, JENs-UWE Sowm-
MER, PETRA UHLMANN, ANDREAS FERY, and GUNTER AUERNHAM-
MER — Leibniz-Institut fiir Polymerforschung Dresden e.V., 01069
Dresden, Germany

Some polymer brushes show a co-nonsolvency effect: They collapse in a
mixture of two good solvents at some specific mixing ratio. In contrast
to previous studies we concentrate on partial wetting of co-nonsolvent
polymer brushes, i.e., on the dynamics of a three-phase contact line
moving over such brushes.

We found that Poly(N-isopropylacrylamide) (PNiPAAm) brushes
experiences a memory effect when consecutively depositing drops at
the same position. Previously deposited drops adapt the brush and
changes the wetting behavior (advancing contact angle) of subsequent
drops.

We measure water drops in an ethanol-saturated atmosphere on PNi-
PAAm brushes. The measurements show that the memory effect is
strongly effected by an ethanol-enriched atmosphere. At the three-
phase contact line, due to evaporation from the drop, the composition
of the atmosphere and probably also the brush will transition from an
ethanol-rich state to a water-enriched state. Thus, the brush might
pass through the co-nonsolvency regime. On large time scales the
ethanol enriched gas phase and the water drop will become mixtures
of ethanol and water. We present strategies to counter this mixing
effect.

CPP 20.3 Wed 10:00 H39
Fast contact lines on soft solids — eHansorL Jeon!2 and STE-
FAN KarpiTscuka! — IMax Planck Institute for Dynamics and
Self-Organization, Géttingen, Germany — 2Georg-August-Universitit
Gottingen, Gottingen, Germany
When a droplet is resting on a soft surface, the capillary forces deform
the surface into a sharp wetting ridge. The amplitude of the wet-
ting ridge is determined by elasto-capillary length, but the angles by
which the interfaces meet at the ridge tip only depend on the balance
of surface tensions, the so-called Neumann balance. For moving con-
tact lines, dissipation in the wetting ridge leads to viscoelastic braking.
In recent literature, various effects that could alter Neumann balance
and viscoelastic braking have been suggested, ranging from free, ex-
tractable oligomers to point forces emerg-ing from bulk viscoelasticity.
We visualize moving wetting ridges at high spatio-temporal resolution
and determine the tip geometry for various liquids and PDMS sub-
strates. We observe an increase of the ridge opening angle at large
speeds, even for very mild deformations caused by the low surface ten-
sion of a fluorinated oil. We also find no significant change in ridge
rotation and opening angle for gels with different fractions of cross-
linked and free chains, nor for different bulk rheological properties.
These findings highlight the need for a non-trivial surface constitu-
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tional relation that is different from the bulk.

CPP 20.4 Wed 10:15 H39

Mixed grafted homopolymer and diblock copolymer func-
tional brush layers upon humidity alterations: nanoscale
morphology and transformations — eAposToLos Vacias!,
THEODORE MANOURAS?, ELEFTHERIOS KoUFakis?3, Prixi Wanc?,
MARCELL WoLF!, FaBiaN A. C. APFELBECK?, SIGRID BERNSTORFF?,
MaRrIA VaMvakaki? 3, and PETER MULLER-BuscuBaum!4 — Heinz
Maier-Leibnitz Zentrum (MLZ), Technische Universitdt Miinchen,
85748 Garching, Germany — 2Foundation for Research and Tech-
nology (F.O.R.T.H.) Hellas, Institute of Electronic Structure and
Laser,700 13 Heraklion, Crete, Greece — 3Department of Materials
Science and Technology, University of Crete, 700 13 Heraklion, Crete,
Greece — *Physik-Department, Lehrstuhl fiir Funktionelle Materi-
alien, Technische Universitdt Miinchen, 85748 Garching, Germany —
5Elettra Sincrotrone Trieste S.C.p.A., Basovizza, 34149 Trieste, Italy

Using in situ grazing-incident small-angle X-ray scattering (GISAXS)
measurements during water vapor uptake, we study the nanostructure
morphology in the dry state, during vapor swelling and in the fully
swollen state, for thin (<100nm) films of poly(2-(dimethylamino)ethyl
methacrylate) (PDMAEMA) and poly(fluoroalkyl methacrylate)
(POFPMA) homopolymer and PDMAEMA-b-POFPMA block
copolymer dual functional, bactericidal and antifouling, brushes. Our
surface energy and swelling studies, stress on the role alkyl chain
length, charged groups and brush topology in morphology, for the
brush functionality.

CPP 20.5 Wed 10:30 H39
Steering droplets on substrates with periodic wettability
patterns and deformations — eJosua GRAWITTER and HOLGER
STARK — Technische Universitdt Berlin, Institut fiir Theoretische
Physik, Strafe des 17. Juni 135, 10623 Berlin

Droplets are set in motion on substrates with a spatio-temporal wetta-
bility pattern as generated, for example, on light-switchable surfaces.
To study such cases, we implement the boundary-element method to
solve the governing Stokes equations for the fluid flow field inside and
on the surface of a droplet and supplement it by the Cox*Voinov law
for the dynamics of the contact line. Our approach reproduces the
relaxation of an axisymmetric droplet in experiments, which we initi-
ate by instantaneously switching the uniform wettability of a substrate
quantified by the equilibrium contact angle.

First, we investigate a droplet on substrates with planar-wave-like
wettability profile by varying the speed an wave length of the pattern.
When the profile moves slowly, it moves the droplet moves steadily
forward. Above a critical pattern speed the droplet performs steady
oscillations, the effective (time-averaged) velocity of which decreases
with the square of the pattern speed.

Second, we investigate a droplet on substrates which deform peri-
odically according to a planar-wave profile. We analyze the effective
velocity again as a function of wave speed and length and investigate
specifically the influence of curvature changes on droplet motion.

CPP 20.6 Wed 10:45 H39
Spontaneous charging affects the motion of sliding drops
— XiaoMmer Lit, Pravasn Bistal, RUDIGER BERGER!, STEFFEN
HarDpT?, HOLGER MARscHALL?, HANS-JURGEN BuTT!, and eSTEFAN
A.L. WEBerb* — IMPI for Polymer Research, Ackermannweg 10,
Mainz, Germany — 2Institute for Nano- and Microfluidics, Technische
Universitit Darmstadt, Darmstadt, Germany — 3Computational Mul-
tiphase Flows, Technische Universitdt Darmstadt, Darmstadt, Ger-
many — *Institute of Physics, Johannes Gutenberg University Mainz,
Mainz, Germany

The motion of water drops on surfaces is still far from being fully un-
derstood. Previous understanding is that drop motion is dictated by
viscous dissipation and activated dynamics at the contact line. To
accurately measure the forces experienced by moving drops, we im-
aged their trajectory when sliding down a tilted surface, and applied
the relevant equations of motion [1]. We found that drop motion on
low-permittivity substrates is substantially influenced by electrostatic
forces. Our findings confirm that electrostatics must be taken into
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consideration for the description of the motion of water, aqueous elec-
trolytes and ethylene glycol on hydrophobic surfaces. Our results are
relevant for improving the control of drop motion in many applications,
including printing, microfluidics, water management and triboelectric
nanogenerators. [1] Li, X. et al. Spontaneous charging affects the
motion of sliding drops. Nat. Phys. (2022).

CPP 20.7 Wed 11:00 H39
Dynamic mesoscopic model for two-component compound
drops — eJaN DiEkMANN and Uwg THIELE Westfélische
Wilhelms-Universitat, Miinster, Deutschland

We consider a mesoscopic model for two immiscible fluids forming two-
layer liquid films or compound drops on a rigid solid substrate. The
earlier macroscale description [1,2] is connected to our mesoscopic ap-
proach (building on [3]) via consistency conditions. Thereby we relate

macroscale and mesoscale versions of the Young and Neumann rela-
tions at the liquid 1/solid/gas and liquid 1/liquid 2/gas contact lines,
respectively. Furthermore, we employ the mesoscale model to investi-
gate selected dewetting and coarsening processes for physically realistic
parameters. The steady compound drops emerging from the time sim-
ulations are related to bifurcation scenarios determined via macroscale
and mesoscale descriptions.

[1] L. Mahadevan, M. Adda-Bedia, and Y. Pomeau. "Four-phase
merging in sessile compound drops”. In: J. Fluid Mech. 451 (2002),
pp. 411-420. [2] M. J. Neeson et al. ”Compound sessile drops”. In:
Soft Matter 8 (2012), pp. 11042-11050. doi: 10.1039/c2sm26637g.
[3] A. Pototsky et al. "Morphology changes in the evolution of liquid
two-layer films”. In: J. Chem. Phys. 122 (2005), p. 224711. doi:
10.1063/1.1927512. [4] Uwe Thiele et al. ”Equilibrium contact angle
and adsorption layer properties with surfactants”. In: Langmuir 34.24
(2018), pp. 7210-7221.

CPP 21: Materials for Energy Storage (joint session KFM/CPP)

Chair: Prof. Dr. Theo Scherer (KIT, Karlsruhe)
Time: Wednesday 9:30-12:05

CPP 21.1 Wed 9:30 HT7
Hybrid CuCo0204 nanosheets as binder-free supercapacitor
electrodes — eZipoNg WaNGH2, YupeE WaNG?, HuapING ZHAO!,
and Yonc Lri! — !Fachgebiet Angewandte Nanophysik, Institut fiir
Physik & IMN MacroNano, Technische Universitat Ilmenau, 98693
Ilmenau, Germany — 2School of Materials and Energy, Yunnan Uni-
versity, 6500504 Kunming, Peoples Republic of China

CuCo0204 is one kind of pseudocapacitive materials and it has a high
theoretical capacitance, but it suffers from poor electrical conductiv-
ity. In this work, CuCo0204 nanosheets were directly grown on a con-
ductive skeleton to significantly enhance the conductivity and at the
same time reduce the agglomeration of CuCo0204 nanosheets. In ad-
dition, the hybrid nanosheet structures also expand the interface and
provide more active electrochemical sites, facilitating kinetic processes
and electrochemical reactions. The as-prepared CuCo204 nanosheets
on a conductive skeleton were studied as binder-free electrode and
exhibited outstanding electrochemical performance with the specific
capacitance of 1595 F g*1 at a current density of 1 A g*1 and 85.1%
capacitance retention after 4600 cycles. These results indicated that
hybrid CuCo204 nanosheets has great application potential as binder-
free electrode in supercapacitors.

CPP 21.2 Wed 9:50 HT7
Investigation of K-ion Intercalation and Conversion in Layer
Transiton Metal Disulfide anode: The case of MoS2 and
WS2 — eYuLiaN Dong, HuaPING ZHAO, and YoNG LEI — Fachge-
biet Angewandte Nanophysik, Institut fiir Physik & IMN MacroNano,
Technische Universitat Ilmenau, 98693 Ilmenau, Germany

Two-dimensional transition metal dichalcogenides (2D-TMDs) have
a unique layered structure characterized by weak interlayer van der
Waals interaction and strong in-plane covalent bonding. The structure
allows the intercalation of guest species in the interlayer space, which
shows impressive properties in potassium-ion batteries (PIBs). Thus,
various 2D TMDs, including sulfides (Mo0S2, SnS2, WS2) and selenide
(MoSe2 and VSe2), have been studied as potential anode materials for
PIBs. This work compares the intercalation and conversion of K in
MoS2 and WS2. Intercalation and conversion process is observed dur-
ing potassium in MoS2 in a voltage range of 3.0-0.5V and 0.5-0.01V,
respectively. By controlling cut-off voltage, the investigation demon-
strated high capacities derived from the conversion, but it destroys the
2D diffusion pathways leading to an unstable cycling span. While the
K+ storage in WS2 is governed by the intercalation reaction rather
than the conversion reaction. It exhibited a low capacity decay rate at
both low and high current densities as well as great rate capability.

CPP 21.3 Wed 10:10 H7
Elucidation of the Pore Formation Mechanism in Hard-
Carbon Microspheres eMARTIN WORTMANN!, WALDE-
MAR KEgiL?2, MicHAEL WEsTPHAL!, ELISE DIESTELHORST®, JAN

BIEDINGER1 1 CLAUDIA

, BENNET BROCKHAGEN®?, GUNTER REIss!,
ScumipT?, KLaus SaTTLER?, and NaTaLie Frese! — !Bielefeld Uni-
versity, Bielefeld, Germany — 2Paderborn University, Paderborn, Ger-
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many — 3Bielefeld University of Applied Sciences, Bielefeld, Germany
— 4University of Hawaii, Honolulu, USA

Micro-spherical hydrochar can be carbonized by pyrolysis to produce
hard-carbon microspheres with excellent electrochemical properties for
the application as anode material in batteries. In this contribution, a
temperature-resolved study of the chemical and morphological evolu-
tion of saccharide-derived hydrochar during pyrolysis up to 1000°C is
presented. By combining a wide range of characterization methods
all aspects of the structural transition are examined. The chemical
processes occurring both in the bulk and at the surface of the car-
bon spheres are shown to affect the transition from an amorphous-
polymeric to a nanocrystalline carbon-structure. The study focuses on
the pore formation mechanism, which is driven by the aggregation of
nanometer-sized oxygen-rich clusters at the sphere surface, which dis-
integrate in a narrow temperature range, leaving behind a mesoporous
structure. The revealed molecular mechanisms provide key insights
into the pyrolysis of carbonaceous materials.

CPP 21.4 Wed 10:30 H7
Hydrogenation of Pd nanoparticles at the nanoscale with
in-situ TEM — eSvETLANA KORNEYCHUK!'2, STEFAN WAGNER!,
GEORGIAN MELINTEZ, DARIUS ROHLEDER3, PuiLipp Vana3, and
AstriD Punpt! — MAM-WK, Karlsruhe Institute of Technology,
Karlsruhe, Germany — 2INT, Karlsruhe Institute of Technology, Karl-
sruhe, Germany — S3Institute of Physical Chemistry Georg-August-
University Gottingen, Gottingen, Germany
Palladium-based nanomaterials play an important role in hydrogen
technology. Extreme affinity of palladium to hydrogen is very attrac-
tive for various applications. Besides catalysis, Pd nanoparticles can
assist in hydrogen delivery into other materials for hydrogen storage
through a spill-over process. Pd-based materials are also used as hy-
drogen purification membranes and hydrogen detectors. The hydro-
genation and dehydrogenation process of Pd nanoparticles is hence
of high interest in the applications mentioned above. Nanoscale sys-
tems reveal significant thermodynamic deviations from the bulk due to
higher surface to volume ratio, absence of grain boundaries, different
behavior of defects and mechanical stress. In this work, we investigate
the behavior of Pd nanoparticles and formation of PdHx in real time
with in-situ H2-gas TEM. Many applications require operation at ele-
vated temperatures. With the special gas holder from Protochips it is
possible to reach pressures up to 1 atmosphere and study the particles
at elevated temperatures with the limit of 1000°C. We can observe the
local phase change at different temperatures and pressures with the
help of spectroscopic and diffraction techniques at the nanoscale.

15 min. break

CPP 21.5 Wed 11:05 H7
Mild-temperature solution-assisted encapsulation of phos-
phorus into ZIF-8 derived porous carbon as lithium-ion bat-
tery anode — eCHENGZHAN YAN!, SHUN WaNcG?, and YonG LEert
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— 1Fachgebiet Angewandte Nanophysik, Institut fiir Physik & IMN
MacroNano, Technische Universitdt Ilmenau, 98693 Ilmenau, Ger-
many. — 2Key Laboratory of Carbon Materials of Zhejiang Province,
Institute of Materials and Industrial Technologies, Wenzhou Univer-
sity, Wenzhou, Zhejiang, 325027, China.

The high theoretical capacity of red phosphorus (RP) makes it a
promising anode material for lithium-ion batteries (LIBs). However,
the large volume change of RP during charging/discharging imposes
an adverse effect on the cyclability, and the rate performance suffers
from its low conductivity. Herein, a facile solution-based strategy is
proposed to incorporate phosphorus into the pores of MOF-derived
carbon hosts under a mild temperature. With this method, the blocky
RP is etched into the form of polyphosphides anions (PP, mainly P5-),
making it easily diffuse into the pores of porous carbon hosts. Espe-
cially, the indelible crystalline surface phosphorus could be effectively
avoided, which is generated in the conventional vapor condensation en-
capsulation method. Moreover, highly-conductive ZIF-8 derived car-
bon hosts with any pore smaller than 3 nm are efficient for loading
PP and these pores can well alleviate the volume change. Finally, the
composite of phosphorus encapsulated into ZIF-8 derived porous car-
bon exhibits a significantly improved electrochemical performance as
LIBs anode.

CPP 21.6 Wed 11:25 H7
Study on Li Ion Diffusion in LixV20s5 using First Principle
Calculations and Kinetic Monte Carlo Simulations — eFaBIAN
DieTRICH!, EDUARDO CISTERNAS!, MARCELO PASINETTI?, and GON-
zALO Dos SanTos2?3 — 1Universidad de La Frontera, Temuco, Chile
— 2Universidad Nacional de San Luis, CONICET, San Luis, Argentina
— 3Universidad de Mendoza, Mendoza, Argentina,

We study the Li diffusion in Li; V205 (0 < z < 1) - a potential cath-
ode material for Lithium ion batteries. Different diffusion pathways
in this material in dependence on the Li ion concentration are investi-
gated by applying first-principles calculations. The results are used to
obtain the corresponding diffusion coefficients by employing two com-
plementary methodologies: Kinetic Monte Carlo (KMC) simulations

and a statistical thermodynamics approach. The KMC simulations for
two different crystal planes give new evidence that the diffusion occurs
mainly along the [010] direction, while the corresponding diffusion co-
efficients show a temperature dependence obeying the Arrhenius’ Law.
The necessity of the consideration of concentration-dependent barrier
heights in the KMC simulations are demonstrated by looking at the
significant changes of the concentration-dependence of the diffusion
coefficients. The simulated diffusion coefficients of the combined ap-
proach show a good quantitative agreement with experimental data
reported previously.

CPP 21.7 Wed 11:45 H7
NMR studies of sintering effects on the lithium ion dynamics
in Li1.5Alo.5Ti1.5(PO4)3 — ePHILIPP SerpEL!, EppA WINTER!,
MicHAEL VogEL!, TaTiaNna ZINKEVICH?, Syivio INDRisZ, BAMBAR
DavassUReN®, and Frank TieTz® — 1AG Vogel, Institute for Con-
densed Matter Physics, Technische Universitdt Darmstadt, Germany
— 2Karlsruhe Institut of Technology, IAM-ESS, Karlsruhe, Germany

— 3Forschungszentrum Jiilich GmbH, IEK-1, Jiilich, Germany

Various NMR methods are combined to study the structure and dy-
namics of Lij 5Alp.5Tii.5(PO4)s samples, which were obtained from
sintering at various temperatures between 650 °C and 900 °C and
show high bulk conductivities up to 5 mS/cm. We use "Li NMR to
study the transport mechanism in these glass ceramics [1]. Analysis
of 7Li spin-lattice relaxation and line-shape changes indicates the ex-
istence of two species of lithium ions with clearly distinguishable jump
dynamics, which can be attributed to crystalline and amorphous sam-
ple regions. An increase of the sintering temperature leads to higher
fractions of the fast lithium species with respect to the slow one, but
hardly affects the jump dynamics in either of the phases. 7Li field-
gradient diffusometry reveals that the long-range ion migration is lim-
ited by the sample regions featuring slow transport. The high spatial
resolution available from the high static field gradients of our setup
allows us to observe also the lithium ion diffusion inside the small
(< 100 nm) LATP crystallites, yielding a high self-diffusion coefficient
of D=2 x 10712 m?2 /s at room temperature. [1|Winter et al., ZPCH,
DOI:10.1515/zpch-2021-3109

CPP 22: Active Matter 3 (joint session BP/CPP /DY)

Time: Wednesday 9:30-12:30

CPP 22.1 Wed 9:30 HI16
Collective foraging of microrobots trained by reinforcement
learning — eRoBErT C. LOFFLER!, EMANUELE PaNizon?, and
CLEMENS BECHINGER! — 1Fachbereich Physik, Universitit Konstanz,
Konstanz, Germany — 2Department of Quantitative Life Science, In-

ternational Centre for Theoretical Physics, Trieste, Italy

From bacteria to mammals, collective behavior can be observed on all
scales in nature. It is generally driven by the benefit to individuals
when cooperating with others. However, the exact motivation of indi-
viduals to participate is challenging to investigate, as biological crea-
tures are complex systems theirself. At the same time engineers seek to
create collective groups of autonomous systems to perform dedicated
tasks by cooperation.

Here we present an experimental model system of feedback-
controlled microswimmers which are trained with multi agent rein-
forcement learning in an actor-critic scheme. A group of active parti-
cles is situated in a 2D environment containing a virtual food source
which is changing position over time. Despite being rewarded individ-
ually for being inside the food source, particles show cohesive collective
motion forming flocks and swirls. This is driven by the benefit of so-
cial information and collision avoidance, resulting in faster migration
to a relocated food source. Understanding those mechanisms behind
the emergence of collective behavior is of biological interest as well
as to understand human crowd behavior and to design future robotic
systems.

CPP 22.2 Wed 9:45 HI16
Collective response of microrobotic swarms to external
threats — oCHUN-JEN CHEN! and CLEMENS BECHINGER!:2
IFachbereich Physik, Universitit Konstanz, 78464 Konstanz, Germany
— 2Centre for the Advanced Study of Collective Behaviour, Univer-
sitdt Konstanz, 78464 Konstanz, Germany
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Many animal species organize within groups to achieve advantages
compared to being isolated. Such advantages can be found e.g. in
collective responses which are less prone to individual failures or noise
and thus provide better group performance. Inspired by social ani-
mals, here we demonstrate with a swarm of microrobots made from
programmable active colloidal particles (APs) that their escape from a
hazardous area can originate from a cooperative group formation. As
a consequence, the escape efficiency remains almost unchanged even
when half of the APs are not responding to the threat. Our results
not only confirm that incomplete or missing individual information in
robotic swarms can be compensated by other group members but also
suggest strategies to increase the responsiveness and fault-tolerance of
robotic swarms when performing tasks in complex environments.

CPP 22.3 Wed 10:00 H16
Soft robots powered by magnetically driven active particles
— eHoncrr Gu and CLEMENS BECHINGER — Fachbereich Physik,
University of Konstanz, Germany

Active matter describes systems of a large number of self-driving par-
ticles that convert surrounding energy into active motion. Many of the
emergent behaviors resemble life-like behaviors in nature. However, it
is still unclear how one can utilize such active collective motions for en-
gineering and robotic applications. In this talk, we would like to bridge
the research fields of active matter and soft robots by designing soft
machines powered by active matter. The main objective is to investi-
gate the general interactions between swarm active particles and soft
structures and use this knowledge to design a new type of soft robots
that are driven by swarm active particles. To facilitate the investiga-
tion, we built a highly customizable fabrication process for magnetic
composite soft structures at mesoscales based on two-step micromold-
ing. We also built a modular magnetic actuation system based on
rotating permanent magnets. This new experimental platform has an
enormous design space for magnetic soft matters with the capability
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to tune individual system parameters. By carefully designing these
parameters, it is possible to precisely tune the local magnetic, elastic,
and hydrodynamic interactions between active particles and soft struc-
tures. This new type of soft machine can potentially take advantage
of the robust dynamic states of the active matter, which can recover
their functions from extreme mechanical deformations.

CPP 22.4 Wed 10:15 HI16
Microswimmers in viscosity gradients — eSEBASTIAN ZIEGLER!,
MaxiME Husgrr!, and ANa-Sunéana Smitu!'?2 — 1PULS Group,
Friedrich-Alexander-Universitdt FErlangen-Niirnberg, Germany
?Division of Physical Chemistry, Ruder Bogkovi¢ Institute Zagreb,

Croatia

Regions of variant viscosity are ubiquitous in both inanimate systems
as well as in living systems. It is therefore of great interest to under-
stand the effect of viscosity gradients on the mobility of both passive
particles as well as on active systems. We firstly study a system of
passive spheres and provide a general expression for the asymptotic
mobility matrix in small viscosity gradients. We apply this result to
linear viscosity gradients, where we unveil the existence of radially
constant flows and elaborate on the effect of asymmetry of the particle
position within the finite-size gradient, which hitherto has not been
considered.

These results are subsequently applied to bead-spring microswim-
mers as model systems for self-propelling active matter. In contrast
to the common approach of prescribing the stroke of the swimmer,
we here employ a force-based swimmer model, allowing for an adap-
tion of the swimming stroke to the environment, and reveal the rich
viscotactic properties of such a microswimmer. We also construct a
simple swimmer inspired by the Chlamydomonas algae and compare
the viscotactic behavior of the biological swimmer to ours.

15 min. break

CPP 22.5 Wed 10:45 HI16
Noisy pursuit of active Brownian particles ®SEGUN
GoH, Roranp G. WINKER, and GERHARD GoMPPER — IBI-5,
Forschungszentrum Jiilich, 52425 Jiilich, Germany

Many biological and artificial agents are not only motile, but also ca-
pable of adjusting their motion based upon information gathered from
their environment. This study considers sensing of a target and as
a consequence reorientation of the direction of self-propulsion, which
enables active pursuit. Specifically, an active Brownian particle is em-
ployed as a model agent to investigate pursuit dynamics in two dimen-
sions, for both stationary as well as moving targets. We discuss how
the interplay between intrinsic persistent self-propulsion and active re-
orientation by sensing gives rise to unexpected complex behaviors. In
particular, the noise plays a pivotal role with both positive and neg-
ative influences on the success of pursuit. Numerical simulations and
analytical calculations reveal that strong motility results in overshoot-
ing of the target, while pursuers cannot approach the target effectively
at low Péclet numbers. Moreover, we propose a strategy to sort ac-
tive pursuers according to their motility and reorientation capability
by employing particular target trajectories.

CPP 22.6 Wed 11:00 HI16
Rheotaxis of the ciliate — eTakuvya OnMURA!, YUKINORI
Nisarcami?, and MasaTtosur Ioaikawa® — 1Biozentrum, University
of Basel, Switzerland — 2Research Institute for Electronic Science,
Hokkaido University, Japan — 3Department of Physics, Kyoto Uni-
versity, Japan

Rheotaxis, a property of organisms to move against an external flow,
has a crucial role to stay in living environment. For instance, fresh-
water fishes in rivers swim upstream to avoid being swept away to the
sea. Interestingly, recent studies reported that not only fish but also
swimming cells show rheotaxis. We elucidated the rheotaxis of the
ciliate, Tetrahymena, a well-known single-celled freshwater microor-
ganism swimming by cilia [1]. While that microorganism doesn*t have
a sensor to detect flow direction and micrometer-sized particles are
swept away downstream in a viscous flow, what dynamics underlie the
rheotaxis of the ciliate? Our experiments revealed that the ciliate slid
upstream along a wall, which indicates that the cells receive rotational
torque from shear flow to align swimming orientation. To evaluate the
shear torque, we performed a numerical simulation with a hydrody-
namic model swimmer adopting cilia dynamics in a shear flow. The
result suggests that the ciliate automatically slides upstream by using
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cilia-stalling mechanics.
[1] T. Ohmura, et al., Science Advances, 7(43), eabi5878 (2021).

CPP 22.7 Wed 11:15 HI16
Analytical study of active semiflexible ring polymer —
oCHRISTIAN A. PHIiLIPPS, GERHARD GOMPPER, and RoLAND G. WIN-
KLER — Forschungszentrum Jiilich, Jiilich, Germany

Nature provides a variety of active matter systems, with self-propelled
agents consuming internal energy or extracting it from their vicinity
for locomotion [1]. Examples on the cellular level are self-propelled
semiflexible actomyosin ring-like filaments driven by myosin motors in
the cytoskeleton. We present a theoretical study of an active ring poly-
mer [2] with tangential propulsion applying the continuous Gaussian
semiflexible polymer model [3]. By a normal-mode expansion, the ring
polymer conformational and dynamical properties, emerging by the ho-
mogeneous active force, and its interplay with rigidity are determined.
Remarkably, the ring conformations are unaffected by activity for any
rigidity. In contrast to linear filaments, the center-of-mass motion is
independent of propulsion. However, activity strongly influences the
internal dynamics with an activity enhanced diffusive for the flexible
and a ballistic regime for the semiflexible ring polymer. Furthermore,
a dominant rotational mode over several orders of magnitude in time
emerges for high activities, which implies a rotational motion of the
entire ring polymer. [1] R. G. Winkler, G. Gompper, J. Chem. Phys.
153, 040901 (2020); [2] M. Mousavi, R. G. Winkler, G. Gompper, J.
Chem. Phys. 150, 064913 (2019); [3] T. Eisenstecken, G. Gompper,
R. G. Winkler, Polymers 8, 304 (2016).

CPP 22.8 Wed 11:30 HI16
Dynamical Renormalization Group approach to the col-
lective behavior of natural swarms — ANDREA CavacNal,
Luca D1 CarLo!, IRENE GIARDINAL, Tomas GRIGERADS, eG1ULIA
PiseeaNal2, and MarTia Scanporo! — 1Sapienza Universita di
Roma, Roma IT — 2?Max Planck Institute for Dynamics and Self-

Organization, Goettingen DE — 3IFLYSIB, La Plata, Argentina

Recent data on strongly correlated biological systems showed the va-
lidity of scaling laws as one of the fundamental traits of collective be-
haviour. Experiments on natural swarms of insects unveiled traces of
critical dynamics, with inertial features and a dynamical critical expo-
nent z=1.2. To rationalize this evidence, we develop an inertial active
field theory in which the velocity is coupled to its generator of internal
rotations, namely the spin, through a mode-coupling interaction. We
study its near-critical regime with a one-loop Renormalization Group
approach under the assumption of incompressibility. The presence of
friction in the dynamics of the spin rules a paramount crossover be-
tween two fixed points: the unstable underdamped fixed point with
z=1.3 and the stable overdamped fixed point with z=1.7, where dissi-
pation takes over. We show how finite-size systems with weak dissipa-
tion, such as swarms, can actually exhibit the critical dynamics of the
unstable fixed point thus providing a theoretical result which is in fair
agreement with experimental data.

15 min. break

CPP 22.9 Wed 12:00 H16
Dynamics and rheology of active suspensions in viscoelastic
media — eAkasH CHOUDHARY!, SANKALP NaMmBIar?, and HOLGER
Stark! — lInstitute of Theoretical Physics, Technische Universitét
Berlin, 10623 Berlin, Germany — 2Nordita, KTH Royal Institute of
Technology and Stockholm University, Stockholm 10691, Sweden

Active suspensions are systems of motile organisms or active motors
that are driven out of equilibrium through self-propulsion. This local-
ized energy-work conversion imparts rich phenomenology and anoma-
lous macroscale properties that are in stark contrast to passive sus-
pensions and polymeric fluids. Motivated by the ubiquitous microbial
systems in biological fluids, we analyse the impact of non-Newtonian
fluids on the rheological response of active suspensions to steady shear
flows.

We first study the suspension at an individual scale and show that
elongated pushers (representative of E. coli) and pullers (C. rein-
hardtii) exhibit diverse orbital dynamics in a viscoelastic fluid. We find
that the active stresses not only modify the Jeffery orbits, well-known
for viscous fluids, but microswimmers can even resist flow-induced ro-
tation and align themselves at an angle with the flow. To analyze the
impact of such behavior on the bulk rheological response, we study an
ensemble of a dilute suspension of such swimmers in the presence of
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stochastic noise from bacterial tumbling and rotary diffusion. In com-
parison to Newtonian media, the polymeric elastic stresses substan-
tially and non-monotonically amplify the swimmer-induced viscosity,
in particular, the superfluid transition of pusher solutions.

CPP 22.10 Wed 12:15 H16
Intercellular transport in Chara corallina — eFLORIAN VON
RoLiNg!, ANNA ALova?, ALEXANDER BuLvcHevZ?, and ALEXEY
EremIN! — 1Otto von Guericke University Magdeburg, Germany —

2Moscow, Russia

We explore the kinetics of the intercellular transport between the giant

cells of characean algae. The transport involves advection via cytoplas-
mic streaming and diffusion through the plasmodesmata, pores that
penetrate the cell walls. Using fluorescent dye as a tracer, we measure
the permeation through the node of tandem cells. The permeability
is extracted from the experimental data using an advection-diffusion
model. The current work is focused on the roles of cytoplasmic stream-
ing and the nodal cells in the transport mechanism. To separate the
diffusive permeation from the advective contribution, cyclosis was tem-
porarily inhibited using action potentials. Streaming cessation results
in dye accumulation in the vicinity of the node. The shape of regions
with high dye concentration indicates that action potentials may in-
duce closure of the plasmodesmata in central nodal cells.

CPP 23: Complex Fluids and Soft Matter 1 (joint session DY /CPP)

Time: Wednesday 9:30-12:00

CPP 23.1 Wed 9:30 HI18
Writing in Water — eTHoMAs PaLBERG and NADIR MOLLER —
Institut fiir Physik, Johannes Gutenberg Universitdt Mainz

Writing is an ancient cultural technique, typically performed by leav-
ing some trace in or on a solid surface. We here explore the possibilities
of leaving the trace in a liquid medium close to a surface and obtain
lines or letters with high contrast and durability. Ion exchange (IEX)
resin beads are used as mobile proton or hydroxyl ion sources. Moving
them across the substrate in low-salt water, leaves a pH trace. Added
autonomously swimming particles are able to follow this trace, mimick-
ing hunter and prey dynamics or mate tracing, but without leaving a
visible testimony. Written lines are realized by adding larger amounts
of micron-sized passive particles, which settle to the like-charged sub-
strate. Being phoretically drawn to or repelled from the pH traces,
they form a well-visible trail behind the source. Trails of cationic IEX
are white on black, those of anionic IEX are black on white. Their dif-
fusive fading is slowed by continued phoretic flows and trails are stable
up to hours. Sources moving autonomously just scribble. Sources pro-
pelled straight by gravity leave high-contrast lines. Deliberate tilting
sequences for the substrate, then, facilitate writing.

CPP 23.2 Wed 9:45 HI18
Composition Dependent Instabilities in Mixtures With Many
Components — eFIiLIPE THEWES, MarTHIAS KRUGER, and PE-
TER SoLLICH — Institut fiir Theoretische Physik, Georg-August-
Universitat Gottingen, Gottingen, Germany

Understanding the phase behavior of mixtures with many components
is a key step towards a physics-based description of intracellular com-
partmentalization. We study the instabilities of a model where the
interactions as quantified by the second virial coefficients are taken
as random Gaussian variables. Using tools from free probability the-
ory we obtain the spinodal curve and the nature of instabilities for an
arbitrary distribution of components, thus lifting the drastic simpli-
fication of uniform composition that has been made in earlier work.
We illustrate our results with examples and show that, by controlling
the density of only a few components, one can systematically change
the nature of instabilities and achieve demixing for realistic scenarios,
which appeared to be ruled out by previous studies. Inspired by these
results, we introduce an additive model taking into account also deter-
ministic interactions. We show how this systematic interaction leads
to a competition between different forms of instabilities that can be
tuned by controlling the model parameters. Since most experimental
protocols for complex mixtures rely on tuning either the composition
or systematic interactions, we expect our results to significantly extend
the range of mixtures that can be treated within the mean-field model.

CPP 23.3 Wed 10:00 HI18
Phase behaviour of mixtures of hard spheres and hard rods
— ePosHIkA GanDHI', JoERI OPpDAMZ, ANja KunNHOLD!, TANJA
ScuiLLING!, and REMco TuiNiER? — lInstitute of Physics, Albert-
Ludwigs-University Freiburg, Germany — 2Institute for Complex
Molecular Systems, Eindhoven University of Technology, The Nether-
lands

Phase behaviours of complex mixtures are challenging to predict. A
binary mixture of hard spherocylinders (HSC) and hard spheres (HS)
is one such system. As rod-like particles have large excluded volume,
a free volume theory (FVT) can be used to gain insights into demixing
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phenomenon and phase stability.

Vliegenthart et al[1] modified an existing FVT for binary mixtures
of HS to accommodate HSC. This FVT works well for the needle limit,
i.e., weak excluded volume interactions between HSC. It, however, pre-
dicts the phase boundaries at too low HSC concentrations. Opdam et
al[2] showed that by incorporating excluded volume interactions be-
tween the depletants even in the reservoir improves the FVT signifi-
cantly.

We used the new FVT to predict phase boundaries of colloidal mix-
tures and compared them to MC simulations. The results show that
accounting for all the excluded volumes of all the components may be
pivotal in understanding phase behaviour of colloidal mixtures [3].

[1] G. A. Vliegenthart et al., J. Chem. Phys., 111, 4153 (1999).

[2] J. Opdam, et al., J. Chem. Phys., 154, 204906 (2021)

[3] J. Opdam, et al., Phys. Chem. Chem. Phys., 24, 11820 (2022)

CPP 23.4 Wed 10:15 HI18
Markov State Modelling of Self Assembling Colloidal Sys-
tems — eSALMAN Fariz Navas and SaBiNE H.L. Krapp — ITP,
Technische Universitédt Berlin, Germany

Many colloidal particle systems display self-assembly phenomena yield-
ing, e.g., clusters or gel-like materials. The current project focuses on
the use of phase space discretization techniques towards developing a
coarse-grained description of self-assembly processes in colloidal sys-
tems.

Specifically, we develop a corresponding Markov State Model from
particle-resolved Brownian Dynamics simulations, wherein the Markov
states are the various local structural configurations present in the sys-
tem and the Markovian process describing the stochastic transition of
particles from one structure to the other.

The specific self-assembly problem studied here involves the aggre-
gation of colloidal particles with field-induced multipolar interactions
[1]. We use bond orientational order parameters and the coordination
number as parameters to define the discrete states. The number of
particles in the largest cluster in the system (n) is used as a parameter
to quantify the progress of the overall aggregation. Transition proba-
bility matrices (TPM) between the different states are then computed
for each value of n. Information regarding relaxation times and path-
ways relevant to the aggregation process are extracted by analyzing
changes in the TPM elements.

[1] Florian Kogler, Orlin D. Velev, Carol K. Hall and Sabine H. L.
Klapp, Soft Matter 11, 7356 (2015)

CPP 23.5 Wed 10:30 HI18
Repulsion of topological defects in quasi-2D liquid crystal
films — eKirsTEN HaRTH!? and RaLF STANNARIUS? — !Fachbereich
Technik, TH Brandenburg, Brandenburg an der Havel, Deutschland
— 2MARS und MRTM, Otto von Guericke Universitit Magdeburg,
Deutschland — 3Institut fiir Physik und MARS, Otto von Guericke
Universitat Magdeburg, Deutschland

The dynamics of topological defects is of interest, e.g., in phase tran-
sitions, cosmology or structural organization of colloids and active
matter. Liquid crystals are a straightforward system allowing optical
characterization of defect motion. As anisotropic fluids, they are char-
acterized by orientational order, introducing long-range elastic forces,
in addition to liquid-like fluidity with viscosity coefficients related to,
e.g., the local shear flow directions respective to the local orientational
field. This causes intriguing effects and must not be neglected.
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The comparison of recent exeriments [1,2]| in free-standing smectic
C films to theoretical and numerical predictions [2,3] leaves a number
of questions unanswered. A proper consideration of flow coupling and
/ or of an anistropy of the elastic constants in a simulation with realis-
tic boundary conditions may solve the issues. We explain why elastic
anisotropy is particularly important here. Experimental and numeri-
cal data are compared to elucidate the effect of elastic constants and
flow on the repeulsion dynamics.

[1] A. Missaoui, et al., PR Research 2 013080 (2020). [2] R. Stannar-
ius, K. Harth, PRL 117 157801 (2016). [3] e.g. X. Tang, J. V. Selinger,
Soft Matter 13 5481 (2017) ; Soft Matter, 15 587 (2019)

15 min. break

CPP 23.6 Wed 11:00 HI18
Incipient motion for 3d geometries — eDowmiNik GEYER, PaoLo
MALGARETTI, OTHMANE AOUANE, and JENS HARTING — Helmholtz
Institute Erlangen-Niirnberg for Renewable Energy (IEK-11), Cauer-
str. 1, 91058 Erlangen, Germany

The incipient motion describes the threshold conditions between ero-
sion and sedimentation. This natural process is relevant for a broad
field of natural and industrial processes, for example, cell detachment,
cleaning of surfaces, and transportation in pipelines. Our interest is
in the incipient motion of a single particle on non-trivial geometries.
The crucial parameter for describing incipient motion is the so-called
Shields number which is the ratio between viscous forces and buoyancy.
Interestingly, the incipient motion has been reported at values of the
Shields number much smaller than unity (6 ~ 10~2) hence questioning
whether the proposed Shields number is indeed capturing the relevant
physical phenomena. In order to critically discuss this aspect, we per-
form lattice Boltzmann simulations of a solid particle on a substrate
consisting of solid spheres taking into account the local fluid velocity
and the particle size. Our numerical data will allow us to calculate
the effective viscous force acting on the particle and hence to propose
possible corrections to the Shields number which can better account
for the experimental and numerical data.

CPP 23.7 Wed 11:15 HI18
Phase behaviour in a mono-layer colloidal membrane — eLEA
BeaurLes, Anja KunuNHOLD, and TANJA ScHILLING — Institute of
Physics, Albert-Ludwigs-University Freiburg, Germany

Kosterlitz-Thouless-Halperin-Nelson and Young (KTHNY) theory pre-
dicted that the melting of a purely 2D hard disk system would be
defect-mediated and occur via two continuous transitions: from the
solid to the intermediate hexatic phase and, from the hexatic to the
fluid phase. Since then phase behaviour of this system as well as closely
related systems have been extensively investigated and debated, show-
ing that the hexatic-liquid transition is of first order for purely hard
system [1]. Additionally, upon increasing interaction range or adding
dispersity in the system the transition can become continuous or the
hexatic phase can vanish [2].

However a large number of real systems can be more accurately
approximated as a quasi-2D system that exhibits out of plane interac-
tions, e.g. biological membranes; therefore understanding their role in
the phase behaviour is important. Thus to extend our understanding
of these systems, we use Monte-Carlo simulations to study an infinite
mono-layer membrane of hard rod-like particles. We investigate how
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the orientational degree of freedom of the rods, and the range of their
out of plane interactions affect the phase behaviour of the system.

[1] E. P. Bernard and W. Krauth, Phys. Rev. Lett. 107, p. 155704
(2011).

[2] Y.-W. Li and M. P. Ciamarra, Phys. Rev. E 102, p. 062101
(2020).

CPP 23.8 Wed 11:30 HI18
Particle-resolved topological defects of smectic colloidal lig-
uid crystals in 2d confinement — eRENE WITTMANN!, PaUL A.
MonbpeERKAMP!, Louts B. G. Corres?®?3, Dirk G. A. L. Aarts?,
FRANK SMALLENBURG?, and HaArRTMUT LowEN! — Institut fiir Theo-
retische Physik II: Weiche Materie, Heinrich-Heine Universitéat Diissel-
dorf, Germany — 2School of Applied and Engineering Physics, Cornell
University, USA — 3Department of Chemistry, Physical and Theoret-
ical Chemistry Laboratory, University of Oxford, UK — “4Laboratoire
de Physique des Solides, CNRS, Université Paris-Saclay, France

We present a general classification scheme [1] of the intrinsic structure
of smectic colloidal liquid crystals in two spatial dimensions, dictated
by the interplay between the intrinsic layering and the externally im-
posed boundary structure. Thereby, we demonstrate that topologi-
cal defects emerge in the form of spatially extended grain-boundaries,
which are characterized by coexisting nematic and tetratic orienta-
tional order. We examine these intriguing topological properties on
the particle scale by means of Monte-Carlo simulations, fundamental-
measure-based density functional theory and real-space microscopy of
colloidal rods. The structural details agree on a quantitative level. In
particular, we analyze the typical shape of grain-boundary networks in
a large range of polygonal confinements [1| and the stability of differ-
ent competing topological states in nontrivial domains with additional
interior boundaries [2].

[1] P. A. Monderkamp et al., Phys. Rev. Lett. 127, 198001 (2021).

[2] R. Wittmann et al., Nat. Commun. 12, 623 (2021).

CPP 239 Wed 11:45 HI18
Structure of nematic hard rod tactoids — eAnJa KunnnoLp!
and PAuL vAN DER ScnootT? — !University of Freiburg, Freiburg,
Germany — 2Eindhoven University of Technology, Eindhoven, The

Netherlands

Droplets of ordered phases of anisotropic particles take on specific
shapes and internal structures. Compared to droplets of spherical par-
ticles, tactoids are elongated with cusp-like tips. Several parameters
dictate the overall shape and structure: density of the system, elastic
constants of the particles, anchoring strength, interfacial tension, and
volume of the tactoid. [1]

‘We compare Monte Carlo simulation results of hard rod tactoids in
a bath of spherical ghost particles to predictions from a scaling theory.
We focus on small tactoids where the macroscopic scaling description
might break down. We find that smaller tactoids have a more uniform
director field than larger tactoids. Also, the segment density increases
towards the tactoid tips in agreement with the theory. In addition, we
find further density modulations when the average density increases.

Besides, we test the effect of an aligning field on the shape and
structure of the tactoids and find that the director field becomes more
uniform and the aspect ratio increases, but not to a vast extent. [2]

[1] P. Prinsen, P. van der Schoot, EPJ E 13, 35 (2004).

[2] A. Kuhnhold, P. van der Schoot, JCP 156, 104501 (2022).
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CPP 24: 2D Materials 5 (joint session HL/CPP/DS)

Time: Wednesday 9:30-12:00

CPP 24.1 Wed 9:30 H36

Dark exciton anti-funneling in monolayer transition metal
dichalcogenides eRoBERTO RosaTi!, ROBERT ScCHMIDT?,
SAMUEL BreEM!, RaUL PrerEA-CAaUsin®, Iris NIEHUES?, JOHANNES
KERN2, JOHANN ADRIAN PREUss?, ROBERT SCHNEIDER?, STEFFEN
MICHAELIS DE VASCONCELLOSZ, RupoLr Brarscurtsca?, and ERMIN
Maric!® — Philipps-Universitit Marburg — 2University of Miinster

— 3Chalmers University of Technology — #CIC nanoGUNE BRTA

Current nanoelectronics relies on transport. While charged carriers
can be controlled by electric fields, atomically thin semiconductors are
governed by excitons, which are neutral electron-hole pairs. Recently,
strain engineering has been introduced to manipulate exciton diffu-
sion [1] and propagation [2] in monolayer transition metal dichalco-
genides. Strain-induced energy gradients give rise to exciton funneling
up to a micrometer range. Combining spatiotemporal photolumines-
cence measurements with microscopic theory, here we track the way
of excitons in time, space and energy. Surprisingly we find that in
WS32 excitons move away from high-strain regions, contrary to what
we observe in MoSez [2]. This anti-funneling behavior can be ascribed
to dark excitons, whose strain-induced energy variations are opposite
compared to bright excitons. Our findings open new possibilities to
control transport in exciton-dominated materials.

[1] R. Rosati et al., 2D Mater. 8, 015030 (2021).

[2] R. Rosati, R. Schmidt et al., Nat. Commun. 12, 7221 (2021).

CPP 24.2 Wed 9:45 H36
Ultrafast nanoscopy of a Mott transition in twisted bilayer
WSe; — oSVENJA NERRETER!, THOMAS SIDAY!, FABIAN SANDNER!,
SAMUEL BRrEM?3, MARTIN Z1zLsPERGER!, FELIX ScHIEGL!, RAuL
PEREA-CAUSIN®, MaRrkUs Prankir!, PuiLipP MERkKL!, FaBIAN
MoosHAMMER' %, MarkuUs A. Huser!, ERMIN MaLic?3, and Ru-
PERT HUBER! — !Department of Physics and Regensburg Center for
Ultrafast Nanoscopy, University of Regensburg, 93040 Regensburg —
2Department of Physics, Philipps-Universitdt Marburg, 35032 Mar-
burg, Germany — S3Department of Physics, Chalmers University of
Technology, 41296 Gothenburg, Sweden — “Department of Physics,

Columbia University, New York, NY 10027, USA

The density-driven transition of an exciton gas into a Fermi liquid of
unbound electron-hole pairs has formed a compelling testing ground of
many-body physics. Layered transition metal dichalcogenides feature
advantageous conditions, yet nanoscale inhomogeneities have compli-
cated quantitative studies of this elusive transition. Here, we use ultra-
fast polarization nanoscopy to trace optically bright and dark electron-
hole pairs during an exciton Mott transition in a twisted homobilayer
of WSesz. At elevated densities, initially monomolecular recombination
dynamics of optically dark excitons continuously evolve into the bi-
molecular recombination of unbound electron-hole pairs. We directly
reveal how the Mott transition varies over nanometer length scales,
evidencing strong spatial disorder in stacked monolayers and demon-
strating the capabilities of our technique to resolve the local interplay
of strong electronic correlations.

CPP 24.3 Wed 10:00 H36
Rashba excitons in the 2D Ruddlesden-Popper perovskite
(BA)YMAPI — ePuiLipp Moser!, MARTIN ScHALK!, ATSUHIKO
MryaTta2, JoacHiM WosNiTza2, ANDREAS STIER!, and JONATHAN
FiNnLEY! IWalter Schottky Institute, Garching, Germany —
2Helmholtz-Zentrum Dresden-Rossendorf, Dresden, Germany

Two-dimensional organic-inorganic perovskites have emerged as re-
markable materials for energy conversion, optoelectronic and spin-
tronic applications. Recently, the role of spin-orbit (SO) coupling
and the resulting effects on the band-structure and dark/bright op-
tical transitions has become a key topic of interest. The necessary
structural inversion asymmetry for SO-coupling is predicted to stem
from the organic cations comprising the crystals. As a result, dark ex-
citons, red detuned from the bright exciton, have been discussed in this
material system. Here, we investigate the exciton physics of the 2D
Ruddlesden-Popper perovskite (BA)MAPI. By performing one-photon
absorption, -PL and two-photon PLE spectroscopy, we investigate the
optical transitions close to the R-point of the Brillouin zone and find
distinct 2-photon transitions blue detuned from the ground state ex-
citon that can be explained by a Rashba-split band-structure. Utiliz-
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ing high-field magneto-spectroscopy up to B=60T, we determine that
these absorption features are due to Wannier excitons. We determine
the size and binding energy from the diamagnetic shift of the features
and obtain evidence that 2D (BA)MAPI hosts strongly bound Rashba

excitons.

CPP 24.4 Wed 10:15 H36
Ultrafast pseudospin quantum beats in multilayer WSe2
and MoSe2 — eSmmoN RaiBEr!, PauLo E. Faria JuNIORZ,
Dennis Farter!, Smon FewLpr!, PeTTeErR Marzenal, KEeni
WATANABES, Takasur TanicucHi?, JarosLav FaBian?, and CHRIs-
TIAN ScHULLER! — lInstitut fiir Experimentelle und Angewandte
Physik, Universitidt Regensburg, D-93040 Regensburg, Germany —
2Institut fiir Theoretische Physik, Universitit Regensburg, D-93040
Regensburg, Germany — 3Research Center for Functional Materials,
NIMS, Tsukuba, Japan — “International Center for Materials Nanoar-

chitectonics, NIMS, Tsukuba, Japan

We present investigations of excitonic transitions in mono- and multi-
layer WSe2 and MoSe2 materials by time-resolved Faraday ellipticity
(TRFE) with in-plane magnetic fields, of up to B = 9 T. In monolayer
samples, the measured TRFE time traces are almost independent of B,
which confirms a close to zero in-plane exciton g factor, consistent with
first-principles calculations. In stark contrast, we observe pronounced
temporal oscillations in multilayer samples for B > 0. Remarkably,
the extracted in-plane g factors are very close to reported out-of-plane
exciton g factors of the materials, namely |g< 1s| = 3.1 4/- 0.2 and
2.5 +/- 0.2 for the 1s A excitons in WSe2 and MoSe2 multilayers,
respectively. Our first-principles calculations nicely confirm the pres-
ence of a non-zero in-plane g for the multilayer samples. We propose
that the oscillatory TRFE signal in the multilayer samples is caused
by pseudospin quantum beats of excitons, which is a manifestation of
spin- and pseudospin layer locking in the multilayer samples.

CPP 24.5 Wed 10:30 H36
Nonlinear Exciton Dynamics in Layered Heterostructures
— oVipIN Krisunal, Xiao CueEN2, TARLAN Hamzavev!, Siv-
vaNa BorTi?, and GiaNcaRLo Soavil — llnstitute of Solid state
Physics,Friedrich-Schiller-University,Jena — 2Institute of Theoretical

Solid State Theory and Optics,Friedrich-Schiller-University,Jena

Transition-metal-dichalcogenides and related heterostructures(HS) are
promising candidates for photonic and optoelectronic applications ow-
ing to strong light-matter coupling and electrically-tunable carrier
dynamics.However,the presence of intense nonlinear effects such as
Exciton-Exciton Annihilation(EEA)[1] limits the maximum realizable
exciton-density,and is particularly efficient for interlayer-excitons(IL)
due to their out-of-plane dipole nature|2].In this work,we systemati-
cally study the onset of EEA in type-II WS2/WSe2 HS by steady-state
and nonlinear time-resolved PL.We infer that in HS the generation-
rate is at least one order of magnitude larger for interlayer com-
pared to intralayer-excitons for a given excitation-fluence, as expected
from the ultrafast interlayer-charge-transfer and consequent IL for-
mation.However,we do not observe stronger EEA for interlayer com-
pared to intralayer-excitons and observe that for HS the recombination-
dynamics are identical for both,suggesting that the EEA mechanism
is dominated by the total excitonic-density via intra and interlayer-
exciton interactions.Our work provides new insights on EEA mech-
anism, which is of paramount importance for optoelectronic-devices
and study of excitonic-condensates with layered-materials.[1]Kuechle
et.AL.J.OMX(2021),12.[2]Sig] et.Al.Phys.Rev.B 105,035417.

15 min. break

CPP 24.6 Wed 11:00 H36
Tunable exciton-polaritons emerging from WS; monolayer
excitons in a photonic lattice at room temperature — eLLUukAs
LackNER!', Marco Duser?, OLec Ecorov3, Bo Han!, HEriko
Knopr3, FaLk EiLENBERGER?, CARLOS ANTON-Soranas!, SvEN
HorLiNnG?, and CHRISTIAN ScHNEIDER! — 1 University of Oldenburg,
Oldenburg, Germany — 2University of Wiirzburg, Wiirzburg, Ger-
many — SFriedrich Schiller University Jena, Jena, Germany

The engineering of non-linear light-matter states in optical lattices has
emerged as a key research strategy for the exploration of Hamilto-
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nians in the spirit of ultrafast- and possibly quantum-simulation. It
furthermore has revealed its potential to probe non-trivial topology
phenomena. Excitons in atomically thin crystals have emerged as an
ideal active medium for such purposes, since they couple strongly with
light, and bear the potential to harness giant non-linearities and inter-
actions.

In this work, we present an experiment conducted at room temper-
ature in an open optical cavity of high quality, with an implemented
one-dimensional photonic lattice. In our present work we integrate an
atomically thin layer of WSs in such a device. We discuss the emer-
gence and tunability of a lattice-band-structure in the tight-binding
configuration at room temperature, fuelled by the emission from mono-
layer excitons[1].

References

[1] L. Lackner et al., Nat Commun 12, 4933 (2021).

CPP 24.7 Wed 11:15 H36
Optical Spectroscopy of Colloidal Transition Metal Dichalco-
genides — e ANDRE PHILIPP FRAUENDORF!, ANDRE NIEBUR?, JENS
HosNER!, JaANNIKA LauTn? 3, and MicHAEL OEsTREICH! — !Institut
fiir Festkorperphysik, Leibniz Universitdt Hannover — Z2Institut fir
Physikalische Chemie und Elektrochemie, Leibniz Universitdt Han-
nover — 3Institut fiir Physikalische und Theoretische Chemie, Uni-
versitat Tiibingen

Atomically thin transition metal dichalcogenides (TMDs) are at the
forefront of a new generation of two-dimensional semiconductor sys-
tems and experience an increasing research interest due to their
unique optical properties. As an additional fabrication approach
the wet-chemical synthesis has emerged as a promising method for
the straightforward solution-processing of these materials. [1] Never-
theless, the optical properties of colloidal TMD mono- and few-layer
structures have been sparsely studied.

Here, we demonstrate room-temperature micro-photoluminescence
of colloidal TMD nanosheets. Both, mono-and multilayer photo-
luminescence are observed rendering these delicate structures fully
competitive with conventionally fabricated TMDs.[1] In addition
temperature-dependent transient absorption measurements are pre-
sented as a convincing technique for the exploration of the ultra-fast
recombination dynamics of two-dimensional materials. [2]

[1] A. Frauendorf et al., J. Phys. Chem. C 125, 18841 (2021).

[2] A. Frauendorf et al., Manuscript in preparation (2022).

CPP 24.8 Wed 11:30 H36

Capacitively and
MoS2 — eLUKAS SPONFELDNER
SHREE2?, IOANNIS PARADISANOSZ,
4

TanicucH1*, CEDRIC ROBERT?,
2

inductively coupled excitons in bilayer
1 NapiNe Lriscanc!, SHIvanci
KENJI WATANABE?, TAKASHI
DELPHINE LAGARDEZ, ANDREA
BaroccHi?, XaviER MaRrie?, IaNN C. GERBER?, BERNHARD
UrBaszek?, and RicHARD J. WARBURTON! — lDepartment of
Physics, University of Basel — 2Université de Toulouse, INSA-CNRS-
UPS, LPCNO — 3Research Center for Functional Materials, National
Institute for Materials Science — “International Center for Materials
Nanoarchitectonics, National Institute for Materials Science

Exciton-exciton couplings in semiconductors lead to a plethora of
phenomena such as nonlinear optical effects and quantum condensa-
tion. Transition-metal dichalcogenides constitute a versatile platform
to study these effects as the excitons are very robust and their cou-
plings can be controlled by exploiting their spin and valley properties.

Here, we probe exciton-exciton couplings in gated-homobilayer
MoSz. Using a driven-coupled oscillator model it is shown that the
measured optical susceptibility reveals both the magnitude and the
phase of the coupling constants. The interlayer excitons (IE) and in-
tralayer B-excitons couple via a O-phase (capacitive) coupling; the IE
and the intralayer A-excitons couple via a w-phase (inductive) cou-
pling. Using the IE as a sensor, the A-B intravalley exchange coupling
is determined, a result which is also relevant for a monolayer. Finally,
we realize a bright and highly tunable lowest-energy momentum-direct
exciton at high electric fields.

CPP 24.9 Wed 11:45 H36
Controlling the non-linearity in two dimensional materials —
eMaTHIAS FEDEROLF and SVEN HOFLING — Technische Physik, Uni-
versitdt Wiirzburg, 97074 Wiirzburg, Germany

Recently Datta et al. [1] have shown that exciton-polaritons in bilayer
MoSg experience a blueshift due to interacting with other exciton-
polaritons. The observed blueshift is non-linear with respect to the
laser power used for excitation. Due to the bilayer’s nature interlayer-
excitons can occur, which exhibit an out of plane dipole moment. Using
an electric field along the out of plane axis those dipoles can be aligned
and used to influence the exciton-exciton interaction. By using a vary-
ing electric field, we map the parameter space to gain deterministic
control over the blueshift. Understanding and controlling the system
allows us to tune the polariton-polariton interaction such that they
can be used in future application i.e., single-photon sources.
[1] Datta, Biswajit, et al. arXiv preprint arXiv:2110.13326 (2021).

CPP 25: 2D Materials 6 (joint session DS/CPP)

Time: Wednesday 11:15-13:00

CPP 25.1 Wed 11:15 HI17
Curvature-induced spin-orbit splitting in transition metal
dichalcogenide nanotubes and wrinkles — MOHAMMADREZA
DaAqQiqsHIrRAZI and eTHOMAS BRUMME — Theoretical Chemistry, TU
Dresden

Strain engineering provides a powerful means to tune the properties of
2D materials. Homogeneous strain fields have been studied extensively,
and there are standard techniques for altering properties of 2D materi-
als even in industry. On the other hand, much less is known about how
inhomogeneous strain affects the electronic properties of 2D materials.
We employed DFT to understand the correlation between the atomic
and the electronic structure in nanoscale wrinkles and nanotubes of
the prototypical transition metal dichalcogenide WSes. Our research
shows that the symmetry breaking in these structures lead to strong
Rashba-like spin-orbit splitting of the bands at the I' point and that
they thus may be utilized in future tunable spintronics devices.

CPP 25.2 Wed 11:30 H17
Moiré-Bose-Hubbard model for interlayer excitons in twisted
transition metal dichalcogenide heterostructures — eNicLAs
GoOTTING, FREDERIK LoHOF, and CHRISTOPHER GIES — Institute for
Theoretical Physics, University of Bremen, Bremen

Introducing a twist between two superimposed TMD monolayers re-
sults in a new superlattice whose properties heavily depend on the
twist angle. These so-called moiré structures of TMD materials like
MoS2 /WS can host interlayer excitons (IXs) which perceive the vary-
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ing atomic registry over the moiré unit cell as an effective moiré poten-
tial. In such structures, correlated states can emerge, in which the IXs
are strongly localized to the potential minima due to exciton-exciton
interactions.

We investigate the phases of these trapped moiré IXs by approx-
imating them as bosonic particles and mapping the system onto a
Bose-Hubbard model [1]. Our methods allow us to calculate the hop-
ping and two-particle interaction terms of the Bose-Hubbard model for
n-th nearest neighbors. To examine the strong impact of dielectrics
surrounding the heterobilayer, we introduce a Keldysh potential to the
calculation and thereby obtain first results of the twist-angle depen-
dent phases of moiré IXs in twisted TMD heterobilayers.

[1] Gotting et al., Phys. Rev. B 105, 165419 (2022)

CPP 25.3 Wed 11:45 HI17
Enhanced Potassium Storage Capability of Two-Dimensional
Transition-Metal Chalcogenides — eVINCENT HARTMANN and
Yonc Ler — Fachgebiet Angewandte Nanophysik, Institut fiir Physik
& IMN MacroNano, Technische Universitat Ilmenau, 98693 Ilmenau,
Germany

Potassium-ion batteries (PIBs) have been considered a promising alter-
native to lithium-ion batteries due to their merits of high safety and low
cost. Two-dimensional transition metal chalcogenides (2D TMCs) with
high theoretical specific capacities and unique layered structures have
been proven to be amenable materials for PIB anodes. However, some
intrinsic properties including severe stacking and unsatisfactory con-
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ductivity restrict their electrochemical performance, especially rate ca-
pability. Herein, a heterostructure of high-crystallized ultrathin MoSe2
nanosheet-coated multiwall carbon nanotubes was prepared and its
electrochemical properties were investigated. In such a heterostruc-
ture, the constructive contribution of CNTs not only suppresses the
restacking of MoSe2 nanosheets but also accelerates electron transport.
Meanwhile, the MoSe2 nanosheets loaded on CNTs exhibit an ultrathin
feature, which can expose abundant active sites for the electrochemical
reaction and shorten the K+ diffusion length. Therefore, the syner-
gistic effect between ultrathin MoSe2 and CNTs endows the resulting
nanocomposite with superior structural and electrochemical proper-
ties. Additionally, the high crystallinity of the MoSe2 nanosheets fur-
ther leads to the improvement of electrochemical performance.

CPP 25.4 Wed 12:00 H17
Single photon emission of quantum emitters in WSe2 mono-
layers and their temperature-dependent coherence proper-
ties — eMARTIN voN HELVERSEN!, Paur Scuraucat!, CHIRAG
PALEKAR', CARLOS ANTON-SoLANAS?, BARBARA Rosal, CHRISTIAN
ScHNEIDER?, and STEPHAN REITZENSTEIN' — lInstitute for solid
state physics, Technische Universitat Berlin, 10623 Berlin, Germany
— 2Institute for Physics, Carl von Ossietzky Universtitit Oldenburg,

26111 Oldenburg, Germany

Two-dimensional van der Waals monolayers have appeared as novel
type of semiconducting materials, which provide a platform for the
exploration of their highly interesting optical, electronic and struc-
tural properties. Within the transition-metal dichalcogenides, WSe2
has turned out to be the most promising platform for two-level single-
photon emitters, generated either by applied strain to the monolayer-
flake [1,2], or by defects in the material [2]. However, the quality of
the generated photons still lacks behind other systems as for example
semiconductor quantum dots. In this work, we study single emitters
of a strained WSe2-monolayer showing linewidths around 100 peV at
4 K. In quasi-resonant pulsed optical excitation a second-order auto-
correlation value down to g(2)(0)=0.037(5) is measured. We further
study their temperature dependent first-order coherence properties via
a scanning Michelson interferometer, which yields coherence times up
to 48 ps.

[1] L. N. Tripathi et al., ACS Photonics 5, 1919 (2018)

[2] K. Parto et al., Nat. Commun. 12, 3585 (2021)

CPP 25.5 Wed 12:15 HI17
Spin-defect characteristics of single sulfur vacancies in mono-
layer MoS> — eALEXANDER HOTGER!, ToMER AMmIT2, JULIAN
KLEIN?, KaTia BarrHELMIY, THOMAS PELINI?, ALEX DELHOMME?,
Sercio REY?, MAREK PoTEmski*® CLEMENT FaugrEras?, GALIT
CoHEN?, DANIEL HERNANGOMEz-PEREZ2, TakasHl TaANIGUCHI?,
KENJI WaTaNABE”, CurisTorH KasTL!, JonaTHAN FINLEY!, SIvAN
REFAELY-ABRAMSON2, ALEXANDER HOLLEITNER!, and ANDREAS
STier! — !Walter Schottky Institute, Garching, Germany —
2Weizmann Institute of Science, Rehovot, Israel — 3Massachusetts
Institute of Technology, Cambridge, USA — *Laboratoire National
des Champs Magnetiques Intenses, Grenoble, France — 5Technical
University of Denmark, Lyngby, Denmark — SUniversity of War-
saw, Warszawa, Poland — 7"National Institute for Materials Science,

Tsukuba, Japan

Single spin defects in 2D transition-metal dichalcogenides are natu-
ral spin-photon interfaces for quantum applications. Here we report
high-field magneto-spectroscopy from three emission lines of He-ion in-

56

duced sulfur vacancies in monolayer MoS2. The distinct valley-Zeeman
splitting and the brightening of dark states necessitates spin-valley se-
lectivity of the defect states and lifted spin-degeneracy at zero field.
Comparing our results to ab-initio calculations identifies the nature
of the defect luminescence. Analysis of the optical degree of circular
polarization reveals that the Fermi level is a parameter that enables
the tunability of the emitter. These results show that defects in 2D
semiconductors may be utilized for quantum technologies.

CPP 25.6 Wed 12:30 H17
Probing excitonic population dynamics by nonlinear optical
wave mixing in monolayer WSe2 — eJonas M. BAUER, L1IJUE
CHEN, PHILIPP WILHELM, SEBASTIAN BANGE, JouN M. LupToN, and
Kar-Qiang LiNn — Department of Physics, University of Regensburg,
93053 Regensburg, Germany

Monolayer semiconductors are emerging platforms for strong nonlinear
light-matter interaction, due to their giant oscillator strength of tightly
bound excitons. Recently, we reported the existence of a new excitonic
species, the high-lying exciton (HX), in monolayer WSe2. The HX ap-
pears at around twice the energy of the band-edge A-exciton, forming
a ladder-type excitonic three-level system. We demonstrate excitonic
quantum interference in monolayers [1] and twisted bilayers [2]. Here,
we apply time-resolved nonlinear spectroscopy to probe the excitonic
dynamics. We find that a significant time difference between two light
pulses is necessary for optimal sum-frequency generation (SFG) and
four-wave mixing (FWM) if one of the pulses is in resonance with an
excitonic transition. The experimental results are rationalized by nu-
merical calculations based on a density-matrix approach and provide
insights into coherent exciton dynamics on a femtosecond scale.

[1] K.-Q. Lin, S. Bange, & J. M. Lupton, Nat. Phys. 15, 242-246
(2019).

[2] K.-Q. Lin, J.M. Bauer et al., Nat. Commun. 12, 1553 (2021).

CPP 25.7 Wed 12:45 HI17
Characterization of 2D WSe2 by high-resolution STEM and
Differential Phase Contrast STEM — eMaija GrorL!, JuLius
BURrRaER!, IoaNNis CarLrzipis?, MARc SarTisON?, KLaus JONs?, and
Jora LiNDNER! — !Nanostructuring, Nanoanalysis and Photonic Ma-
terials Group, Department of Physics, Paderborn University, Germany
— 2Hybrid Quantum Photonic Devices, Department of Physics, Pader-
born University, Germany

2D transition metal dichalcogenides (TMDs) are gaining attention as
their optical and electronic properties differ from those of their bulk
counterparts. In particular, layer thickness-dependent properties, such
as the transition from an indirect to a direct band gap in monolayers,
make these materials interesting for photonic and optoelectronic ap-
plications. At the same time 2D-TMDs are ideal materials for the
advancement of new techniques in scanning transmission electron mi-
croscopy (STEM) like differential phase contrast (DPC)-STEM. Us-
ing a spherical aberration corrected STEM, this technique enables the
quantification of atomic electric fields with sub-atomic resolution if the
specimen is sufficiently thin. In order to examine the atomic electric
fields of TMDs, we transferred mechanically exfoliated mono- and mul-
tilayers of tungsten diselenide (WSe2) to TEM grids. The atomic struc-
ture of WSe2 flakes and their thickness are studied using TEM, energy
filtered TEM and STEM. STEM-DPC measurements are performed
using an eight-fold segmented bright-field STEM detector measuring
the beam deflection due to the internal fields. Results are presented
for WSe2 flakes of different thickness and compared with simulations.
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CPP 26: Organic Electronics and Photovoltaics 2

Time: Wednesday 11:30-13:00

CPP 26.1 Wed 11:30 H38
Large Area Semitransparent Near-Infrared Organic Photode-
tectors — Yaznonc Wanc!, eTianvi Zuanc!, Louts CONRAD
WINKLER!, DoNATO SPOLTOREZ, JOHANNES BENDUHN!, and KARL
Leo! — !Dresden Integrated Center for Applied Physics and Pho-
tonic Materials, Technische Universitdat Dresden, Dresden, Germany
— 2Department of Mathematical, Physical and Computer Sciences,
University of Parma, V.le delle Scienze 7/A, 43124 Parma, Italy

Organic photodetector (OPD) is a promising technology for several
sensing applications. With advances in material synthesis and de-
vice engineering, OPDs can rival their inorganic counterparts due to
their tunable absorption, lightweight, facile fabrication, low cost, and
comparable performance. Here, we demonstrate a semi-transparent
large area (256 mm?) near-infrared OPD. Through vacuum deposition
and optimization of the thickness of the back metal contact layer, a
promising average visible transmittance up to 34.6% is achieved while
maintaining 36.0% of external quantum efficiency at 790 nm. Judi-
cious design for combining wide-optical gap buffer layers with semi-
transparent electrodes results in the remarkable specific detectivity of
1.4 x 10'3(6.44 mm?) and 1.1 x 10'2(large area) Jones, respectively.
Those performances are comparable with commercial silicon photodi-
odes. To the best of our knowledge, our device is the best see-through,
large-area, near-infrared OPD, which enables a higher level of pho-
ton detection and integration into image sensors. The transparency
and good stability of these OPDs make them excellent candidates for
various biomedical sensing applications and the internet of things.

CPP 26.2 Wed 11:45 H38

Exploring Highly Ordered Rubrene:Cgg Heterojunctions
for Organic Photodetectors — eANNA-LENA Hormann!, Lucy
WiINKLER!, Max Herzoc!, Eva Brrtricn?, JakoB WOLANSKY!,
MartiN Krorn!, Jouannes Benpunn!, and Karr Lgeo!
Hnstitute of Applied Physics, Technische Universitit Dresden, Noth-
nitzer Str. 61, 01187 Dresden, Germany — 2Leibniz-Institut fiir Poly-

merforschung Dresden e.V., Dresden, Germany

Rubrene can form highly ordered phases, demonstrating an unusually
high charge carrier mobility for holes (> 10cm?V~1s~1) even in thin
films. Therefore it is a promising material for high-performance organic
photodetectors (OPDs). To study the impact on OPDs, crystalline
triclinic rubrene is compared to amorphous rubrene. Planar hetero-
junctions (PHJs) and bulk heterojunctions (BHJs) are fabricated for
both material systems. For the latter, rubrene is doped with 2, 5, and
10 wt% of Cgp. Linearly polarized microscopy is used to get the first
insight into the morphology, which is then completed by ellipsometry,
atomic force microscopy (AFM), and x-ray diffraction (XRD). For the
electrical characterization, the external quantum efficiency (EQE) and
IV characteristics are obtained, where an additional crystalline sample
with a neat Cgo layer is investigated. The neat layer of Cgo achieves
an enormous improvement of the EQE. This makes the PHJ a more
favourable device architecture. Even though triclinic rubrene reaches a
higher EQE and has a broader spectral response, it does underperform
in optimized OPDs concerning the specific detectivity since the dark
current is three magnitudes higher than the amorphous counterpart.

CPP 26.3 Wed 12:00 H38
Hybrid Energy Harvester based on Triboelectric Nanogener-
ator and PbS Quantum Dot Solar Cell — eTianxiao Xiaol,
WEr Cren!, WEI Caol, and PETER MULLER-BUscuBAaUM!2 —
IPhysik-Department, LS Funktionelle Materialien, 85748 Garching —
2MLZ, TU Miinchen, 85748 Garching

Developing clean energy lies in the heart of the sustainable develop-
ment of human society. Triboelectric nanogenerators (TENGs) orig-
inating from Maxwell’s displacement current is a new type of energy
harvester for harnessing ambient mechanical energy based on the cou-
pling of triboelectrification and electrostatic induction effect. Com-
pared with other counterparts, owing to the light-weight, low-cost, and
easy fabrication TENGs become one of the most promising candidates
in the replacement of conventional fossil fuels and attract worldwide
attention in the past years. However, to further increase the energy
harvesting efficiency and broaden application fields, integrating the
TENG with other kinds of energy harvesters in one device is a possible
way to meet these needs. In the present work, a TENG based hybrid

57

Location: H38

energy harvester is designed and fabricated on the flexible polyethy-
lene terephthalate (PET) substrate. This hybrid device consists of a
single-electrode mode TENG component and a PbS quantum dot (QD)
based solar cell component, which can harness both mechanical and
solar energy from ambient environment to directly generate electricity.

CPP 26.4 Wed 12:15 H38
In Situ and In Operando KPFM Studies on OFET Based on
Hexadecafluoro-Copper-Phthalocyanine (FiPcCu) to Access
Energy Level Alignment and Electrical Contact Resistance —
ePascaL SCHWEITZER, CLEMENS GEIs, and DERCK SCHLETTWEIN —
Justus-Liebig-Universitat Giefsen, Institut flir Angewandte Physik

Contact resistances are considered a show-stopper for organic
field effect transistors (OFET). Perfluorinated copper-phthalocyanine
(F16PcCu) is a promising chemically stable n-conductor to build com-
plementary logical circuits with established p-conductors. A reason-
ably high charge carrier mobility prezt =~ 2 x 1073cm?/Vs was esti-
mated from device performance affected, however, by neglected con-
tact resistances. In this work, we used in operando Kelvin probe
force microscopy under high vacuum to study the influence of contact
resistances at the source and drain electrodes on the OFET perfor-
mance. Non-contact potentiometry at different applied external volt-
ages revealed relevant voltage drops at the electrode interface and in
the adjacent contact region. Based on these voltage drops and mea-
sured device currents significant contact resistances were calculated.
Correcting for such parasitic voltage drops, contact-free p., was ob-
tained, substantially higher than piez¢. The growth mode of FigPcCu
on application-relevant polycrystalline gold substrates and shifts of the
energy levels were studied by in situ KPFM and an injection barrier
was confirmed. From these results, we conclude that the model of
thermionic emission, often used for contact resistances, is not com-
pletely sufficient to describe the present case.

CPP 26.5 Wed 12:30 H38
Thin films of electron donor-acceptor complexes: charac-
terisation of mixed-crystalline phases and implications for
electrical doping — e ANDREAsS OpiTz!, GruLiaNo Duva2, MARIUS
GesHARDT?, Hongwon Kim?, Epuarp MEeisTER?, TiNo MEISEL!,
PauL BevER!, VALENTINA BEeLova?, CHRISTIAN Kasper?, JEns
Prraum?, Linus Prtuan®®, ALexaNDER HINDERHOFER?, FRANK
ScHREIBER?, and WoLFcaNnc BRUTTING® — llnstitut fiir Physik,
Humboldt-Universitit zu Berlin, Germany — Z2Institut fiir Ange-
wandte Physik, Universitdt Tiibingen, Germany — S3Institut fiir
Physik, Universitit Augsburg, Germany — *Experimentelle Physik
VI, Julius-Maximilians-Universitiat Wiirzburg, Germany — ?European

Synchrotron Radiation Facility, Grenoble Cedex 9, France

Electron donor-acceptor (EDA) complexes are of interest as low-band
gap molecular semiconductors and as dopants for molecular semicon-
ducting matrices. Our recent work establishes a link between optical,
structural and vibrational properties of EDA complexes as well as the
electrical doping by them. [1] Here, we report on optical and electri-
cal properties of EDA complexes. All studied donor:acceptor systems
form mixed crystalline structures and the EDA complex is charac-
terised by the complex-related absorption, which cross the neutral-
to-ionic boundary. Our measurements reveal an exponential relation
between electrical conductivity and activation energy of transport for
all complex-doped systems related to the separation of Coulombically
bound charges.

[1] A. Opitz et al., Mater. Adv. 3 (2022). DOI: 10.1039/D1MA00578B

CPP 26.6 Wed 12:45 H38
Effect of phenylation vs. functionalization for tetracene-
based electron transport materials — eMARYKE KOUYATE, SE-
BASTIAN HutscH, and FRANK ORTMANN — Technical University of
Munich, Munich, Germany

In analogy to the tetracene/rubrene system, new electron transport
materials (ETMs) are designed by modifying the outer benzene rings of
tetracene with electron-withdrawing groups and attaching four phenyl
groups to the modified backbone. Subsequent crystal structure predic-
tion and charge transport calculations provided further insights in the
structural effect of tetra-phenylation on tetracene based systems and
the impact on charge transport properties. A strong effect of core-end
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modification on the molecular packing and charge transport properties
for molecules without phenylation is revealed. These structures differ
significantly from the known crystal structure of tetracene. Tetra-
phenylation, on the other hand, reduces the impact of core-end modi-
fication and crystal structures close to the high-mobility orthorhombic

CPP 27: Composites and
Time: Wednesday 11:30-13:00

CPP 27.1 Wed 11:30 H39
Polymer - Organic Metal Composites for Waste Heat Recov-
ery — eMARIE SIEGERT! and JEns Prraum®2 — lExperimental
Physics VI, University of Wiirzburg, 97074 Wiirzburg — 2ZAE Bay-
ern, 97074 Wiirzburg

The interest in organic thermoelectrics has greatly gained traction
over the last decade due to its great potential in waste heat recov-
ery based on sustainable, low-cost materials. For instance, polymers
can be solution processed on industrial scale and display aptly low
thermal conductivity, but lack high electrical conductivity due to their
inherent disorder. Organic molecular metals, on the other hand, ex-
hibit superior electrical conductivity over a wide temperature range,
but the complexity of preparation currently limits scalable applica-
tions [1]. Here, we report on an approach utilizing suitable polymers
in combination with the p-type organic metal TTT2I3 and the n-type
Cu(DCNQI)2, thus exploiting the benefits of both material classes. As
demonstrated by our preliminary experimental data, these composite
materials do not only allow for a controlled variation of the thermoelec-
tric properties via the respective amount of organic metal additive but
also show significant improvements with respect to their mechanical
integrity upon thermal treatment. The related thermoelectric proper-
ties of the composites will be evaluated with regard to their application
in thin film based organic thermolectric generators for waste heat re-
covery. The Deutsche Bundesstiftung Umwelt (DBU) is acknowledged
for financial support.

[1] F. Huewe, A. Steeger, et al. Adv. Mat. 29 (2017) 1605682

CPP 27.2 Wed 11:45 H39
From spinning to spraying functional materials: structural
and thermoelectric properties of gold doped spin-casted
and spray-deposited P3HT-based thin films — eBENEDIKT
SocuHor!, ANNA-LENA OrcHsLE?, CONSTANTIN HARDERD2, ALEXEI
VoroBiev®?, PETER MULLER-BuscuBaum?®, and STEPHAN V.
RoTn!'6 — !Deutsches Elektronen-Synchrotron DESY, Notkestr. 85,
22607 Hamburg, Germany — 2Technical University Munich, Physics
Department, James-Franck-Str. 1, 85748 Garching, Germany —
3Institue Laue-Langevin, 71 Avenue des Martyrs, 38042 Grenoble
Cedex 9, France — 4Uppsala University, Department of Physics and
Astronomy, Ligerhyddsvigen 1, 752 37 Uppsala, Sweden — 5Research
Neutron Source Heinz Maier-Leibnitz, FRM II, Lichtenbergstr. 1,
85748 Garching, Germany — SKTH Royal Institute of Technology,
Teknikringen 56-58, 100 44 Stockholm, Sweden

Poly(3-hexylthiophen-2,5-diyl) (P3HT) is one of the most prominent
semiconducting, conjugated polymers in the fields of organic electron-
ics and photovoltaics. Upon addition of a suitable metal dopant, e.g.
chloroauric acid (HAuCl4), thin P3HT films exhibit thermoelectric
properties with large values for the power factor and figure of merit.
To investigate the possibility and efficiency of future scalable industrial
manufacturing, spin-casted and spray-deposited P3HT films were com-
pared correlating their structural differences with their thermoelectric
performance upon doping using AFM, GISAXS/GIWAXS, XRR and
NR measurements.

CPP 27.3 Wed 12:00 H39
In-situ GISAXS Observation and Large Area Homogeneity
Study of Slot-Die Printed PS-b-P4VP and PS-b-P4VP /FeCl3
Thin Films — eSuansuan Yin!, Ting Tian!, CHrisTIAN L.
WEINDLY, KErsTIN S. WIENHOLD!, QiNG J1?, YasuNn CHENGZ,
YaNaN L3, CHRISTINE M. PapaDAKIs®, MATTHIAS SCHWARTZKOPF?,
StEPHAN V. Roru*®, and PETER MULLER-BuscuBaum®6 — 1TU
Miinchen, Physik-Department, LS Funktionelle Materialien, 85748
Garching — 2NIMTE, Chinese Academy of Sciences, 315201, P.
R. China — 3TU Miinchen, Physik-Department, Fachgebiet Physik
weicher Materie, 85748 Garching — “DESY, 22607 Hamburg —
5Royal Institute of Technology KTH, 100 44 Stockholm — SMLZ, TU

rubrene structure are obtained, suggesting a considerable steric effect
of the bulky phenyl-groups. We finally compare the charge-transport
properties between the tetracene/rubrene reference systems and ETMs
with and without phenyl functionalization.

Functional Polymer Hybrids
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Miinchen, 85748 Garching

Mesoporous hematite (Fe203) thin films with high surface-to-volume
ratios show great potential as photoelectrodes or electrochemical elec-
trodes in energy conversion and storage. In the present work, with the
assistance of an up-scalable slot-die coating technique, highly ordered
Fe203 thin films are successfully printed based on the amphiphilic di-
block copolymer poly (styrene-b-4-vinyl pyridine) (PS-b-P4VP) as a
structure-directing agent. Pure PS-b-P4VP films are printed under
the same conditions for comparison. The micellization of the diblock
copolymer in the solution, the film formation process of the printed
thin films, the homogeneity of the dry films in the lateral and vertical
direction as well as the morphological and compositional information
of the calcined hybrid PS-b-P4VP /FeCl3 thin film are investigated.

CPP 27.4 Wed 12:15 H39
Morphology transformation pathway of block copolymer- di-
rected cooperative self-assembly of ZnO hybrid films moni-
tored in situ during slot-die coating — eTiNG TiAN!, SHANSHAN
Yin!, Svo Tul, Curistian L. WeinpL!, KErRsTIN S. WIENHOLD!,
SuznE Liang!, MATTHIAS SCHWARTZKOPF2, STEPHAN V. Roru?3,
and PETER MULLER-BuscuBaum!-4 ITU Miinchen, Physik-
Department, LS Funktionelle Materialien, 85748 Garching — 2DESY,
22607 Hamburg — 3KTH, Department of Fibre and Polymer Technol-
ogy, 10044 Stockholm, Sweden — 4MLZ, TU Miinchen, 85748 Garch-
ing

Co-assembly of diblock copolymers (DBCs) and inorganic precursors
that takes inspiration from the rich phase separation behavior of DBCs
can enable the realization of a broad spectrum of functional nanostruc-
tures with the desired sizes. In a DBC assisted sol*gel chemistry ap-
proach with polystyrene-block-poly(ethylene oxide) and ZnO, hybrid
films are formed with slot-die coating. In situ GISAXS measurements
are performed to investigate the self-assembly and co-assembly process
during the film formation. Combining complementary ex situ charac-
terizations, several distinct regimes are differentiated to describe the
morphological transformations from the solvent-dispersed to solidified
films. The comparison of the assembly pathway evidences that the key
step in the establishment of the pure DBC film is the coalescence of
spherical micelles toward cylindrical domains. Due to the presence of
the precursor, the formation of cylindrical aggregates in the solution
is crucial for the structural development of the hybrid film.

CPP 27.5 Wed 12:30 H39

Programmable Luminescent Tags: Utilizing the interplay of
room temperature phosphorescence and oxygen as an infor-
mation storage device — oT'im AcHENBACH, MAaXx GMELCH, HEIDI
THoMAS, and SEBASTIAN REINEKE — Technische Universitdat Dresden,
Germany

By utilizing the interaction between molecular oxygen and the room
temperature phosphorescence of organic materials, continuous-wave-
readable and sub-second programmable luminescent tags (PLT) can
be realized. They are transparent, flexible and provide a resolution of
up to 700 dpi. Information is imprinted by illuminating the PLT with
UV light through a shadow mask. By heating the PLT, the information
can be erased and a new writing cycle can be started again.

The device consists of two layers on a substrate. The functional
layer comprises an organic biluminescent emitter doped into a poly-
mer. The second layer is an oxygen barrier layer. After wet process-
ing in air, molecular oxygen is present in the functional layer of the
device, quenching the phosphorescence of the emitter. As energy is
transferred to the oxygen during this interaction, it is excited to its
highly reactive singlet state and binds to its environment. Over time,
all molecular oxygen in the illuminated areas undergoes this photo-
consumption process, and a phosphorescent pattern in shape of the
mask becomes visible. The oxygen barrier becomes more permeable at
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elevated temperatures, allowing an oxygen refill of the functional layer
by heating the device. This resets the device and it can be rewritten
after a short cooling phase.

CPP 27.6 Wed 12:45 H39
Spatio-temporal Imaging of Programmable Luminescent Tags
reveals Planar Oxygen Diffusion Properties in Polymer Films
— oRicHARD KANTELBERG, TiM AcHENBACH, ANTON KircH, and
SEBASTIAN REINEKE — Dresden Integrated Center for Applied Physics
and Photonic Materials (IAPP) and Institute for Applied Physics,
Technische Universitat Dresden, Germany

Programmable Luminescent Tags based on oxygen quenched organic

room temperature phosphorescence show application potential in UV
sensing and re-writable labelling. This work demonstrates, that the
concept can also be exploited to resolve oxygen diffusion properties in
thin polymer films, which are essential in everyday applications from
medical encapsulation to industrial packaging. In contrast to many es-
tablished methods, the investigated principle comes without the need
of complex pressure sensitive setups or vacuum technology and po-
tentially allows high spatial accuracy. The time-resolved tracking of
a two-dimensional phosphorescent pattern reveals the in-plane oxy-
gen diffusion coefficient and considers the photoconsumption of oxygen
during the measurement. The diffusion coefficients are determined at
the representative case of polystyrene glasses with molecular weights
between 13 000 and 350 000 g/mol.

CPP 28: Perovskite and Photovoltaics 3

Time: Wednesday 15:00-17:15

CPP 28.1 Wed 15:00 H38
Optically-Induced Long-lived Chirality Memory in the
Color Tunable Chiral Lead-Free Semiconductor (R)/(S)-
CHEA4Bi2BrxI10-x (x 0 - 10) eSHaNGPU Liul,
Markus HEINDL!, NaTaLie FeEun?, SEBASTIAN CAIcEDO-DAvVILAL,
Siva KronawiTTER?, GREGOR KiesLicH?, Davip EGGER!, ARras
Karrouzian?, and FELIx DescHLER! — !Walter Schottky Institute
and Department of Physics, TUM, Garching, Germany — 2Catalysis
Research Center, TUM, Garching, Germany

Hybrid organic-Inorganic networks that incorporate chiral molecules
have attracted great attention due to their potential in semiconduc-
tor lighting applications and optical communication. Here we intro-
duce the chiral organic molecules (R/S)-CHEA into bismuth-based
structures with an edge-sharing octahedral motif, to synthesize chi-
ral (R/S)-CHEA4Bi2BrxI10-x crystals and thin films. Using single-
crystal X-ray diffraction measurements and density-functional theory
calculations, we identify crystal and electronic band structures. We
investigate the material optical properties and find circular dichroism,
which we tune by the bromide-iodide ratio over a wide wavelength
range from 300-500 nm. Further, we employ transient absorption spec-
tra and time-correlated single photon counting to investigate charge
carrier dynamics, which show long-lived excitations with unexpected
optically-induced chirality memory up to 10s of nanosecond timescales.
Our demonstration of chirality memory in a color-tunable and chiral
lead-free semiconductor opens a new avenue for the discovery of high-
performance spintronic materials with optical functionalities.

CPP 28.2 Wed 15:15 H38
Time-Resolved Microwave Conductivity on ionic liquid doped
Lead Halide Perovskites — ePATRICK DORFLINGER!, VALENTIN
Scumip!, Yone Dince2, Mouammap Knaja NazeerupDINZ, and
VeabpimiR Dyakonov! — 'Experimental Physics VI, Julius Maximil-
ian University of Wiirzburg, 97074 Wiirzburg — 2Group for Molecu-
lar Engineering of Functional Materials, Institute of Chemical Sciences
and Engineering, EPFL Valais, Sion 1950, Switzerland

In the past decade, perovskite solar cells evolved to one of the most
promising photovoltaic materials with steadily rising power conver-
sion efficiencies, now exceeding 25%. Nonetheless, Organolead Halide
Perovskites suffer from insufficient long-term stability. Especially the
stability under thermal stress is crucial towards commercialization.
Tonic liquids as an additive into the precursor solution are candidates
to overcome this issue. Besides the increased resistivity against higher
temperatures, alterations of important material properties like mobil-
ity and lifetime are expected. Therefore, we used Time-Resolved Mi-
crowave Conductivity (TRMC) to determine the mobility and lifetime
of photo-generated charge carriers in the perovskite layer. In addition,
with Steady-State Microwave Conductivity (SSMC) we can provide
insights into the predominating recombination pathways. Combined,
we investigated the influence of the ionic liquids on the perovskite ma-
terial properties and gain deeper understanding of the charge carrier
dynamics.

CPP 28.3 Wed 15:30 H38

Hidden interfaces: How ferroelastic domain walls affect
the charge diffusion in perovskite solar cells — elLka M.
HerMmEs! 2, ANDREAs Best?, KaLoiaN KovNov?, HaNs-JURGEN
2

BurT?, and STEFAN A. L. WEBER? — !Leibniz Institute for Polymer
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Research Dresden e.V., Dresden, Germany — 2Max Planck Institute
for Polymer Research, Mainz, Germany

Ferroelastic domains form during phase transitions that change the
crystal system. By arranging in domains with alternating unit cell
orientation, the material lowers its overall strain. The walls that sepa-
rate ferroelastic domains typically feature some structural anomalies,
which can affect the electronic properties of the crystal by increas-
ing the defect concentration, introducing dopants or forming a local
electric polarization via the flexoelectric effect. Here, we explored the
implications of ferroelastic domain walls for the photo-carrier transport
in methylammonium lead iodide, a solar cell light absorber used in per-
ovskite solar cells. Via correlative spatial and time-resolved photolumi-
nescence microscopy and electromechanical atomic force microscopy,
we could link the presence of domain walls to the occurrence of an
anisotropic charge diffusion, where charges move faster parallel to do-
main walls than perpendicular. Moreover, the ferroelastic nature of
the domains promises a targeted engineering of the domain wall ar-
rangement using the application of external stress or heat treatments
across the material’s cubic-tetragonal phase transition: a perpendicu-
lar alignment of the domain walls with respect to the extraction layer
interfaces should facilitate faster and more efficient charge extraction.

CPP 28.4 Wed 15:45 H38
Degradation mechanisms of perovskite solar cells under vac-
uum and one atmosphere of nitrogen — eREeNJUN Guol,
Wer Cuen!, LEnNart K. REB!, MANUEL A. ScHEEL!, MATTHIAS
ScHWARTZKOPF?, STEPHAN V. Roru?, and PETER MULLER-
BuscuBaum! — 1Technische Universitit Miinchen, Garching, Ger-

many — 2Deutsches Elektronen-Synchrotron, Hamburg, Germany

Extensive studies have focused on improving the operational stability
of perovskite solar cells. Only a few studies survey the fundamen-
tal degradation mechanisms related to the device performance, and
these studies were executed under various experimental conditions.
Thus, we investigate the degradation mechanisms of high-efficiency
perovskite solar cells under vacuum and a nitrogen atmosphere, as
based on the International Summit on Organic Photovoltaic Stabil-
ity protocols. We use synchrotron radiation-based operando grazing-
incidence X-ray scattering methods. Unlike what was seen in previous
reports, we find that the perovskite lattice can also experience a lattice
shrinkage under operation. Moreover, we reveal that the atmosphere
has a paramount influence on phase segregation, lattice distortion, and
morphology deformation during operation of mixed cation lead mixed
halide perovskite solar cells. This, in turn, degrades the performance
of the respective perovskite solar cells. Our discoveries emphasize the
importance of different types of inert atmospheres as critical param-
eters, which must be considered in future scientific studies and the
industrial screening of longevity for photovoltaic modules.

CPP 28.5 Wed 16:00 H38
Optimum Dead Area Width of
Laser-Patterned, Series-Interconnected Perovskite Solar
Cells eNicoLas Otto!, CurisTor Scuurrz!, GUILLERMO
Farias Basurro?, JANARDAN Dacar3, Markus FEnske!, RUTGER
ScuLATMANN2, Eva UNGERS3, and BErRT STEGEMANN! — 1HTW
Berlin - University of Applied Sciences, Wilhelminenhofstr. 75A,
D-12459 Berlin — 2HZB fiir Materialien und Energie, PVcomB,
Schwarzschildstr. 3, D-12489 Berlin — 3HZB fiir Materialien und

Determination of the
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Energie, Young Investigator Group Hybrid Materials Formation and
Scaling, Kekuléstrafte 5, D-12489 Berlin, Germany

Based on recent work on minimizing the interconnection width of laser
patterned perovskite solar cells the optimum dead area width was de-
termined. In order to use the largest possible aperture area, the dead
area width should be as small as possible while still providing full elec-
trical functionality. For this purpose the width between the P2 and
the P3 scribes was variated ranging from overlapping to pattering with
safety area. By also reducing the P1/P2 spacing an optimum dead area
width can be achieved. The detailed scribe line characterization was
done by optical microscopy imaging, electrical j-V measurements and
compositional analyses. Minimodules with three in series connected
cells were then produced. The results show that overlapping scribe
lines as well as included safety areas cause avoidable electrical losses.
Consequently, an optimum is achieved for arranging the scribe lines as
closely as possible. In our study an optimal scribe line width of about
230 micrometres was realized.

CPP 28.6 Wed 16:15 H38
Performance of Perovskite and Organic Solar Cells in Space
— oLENNART REB!, MicHAEL BOHMER?, BENJAMIN PREDESCHLY!,
SEBASTIAN GrROTT!, LUukAs SPANIER!, CHRISTIAN WEINDL!, GORAN
Ivanpekic!, RENJUN Guo!, CHRIsSTOPH DREISSIGACKERS, JORG
DRrESCHER®, RoMAN GERNHAUSER?, ANDREAS MEYER®, and PE-
TER MULLER-BuscaBaum®? — 1TU Miinchen, Physik-Department,
Lehrstuhl fiir Funktionelle Materialien, Garching, Germany — 2TU
Miinchen, Physik-Department, Zentrales Technologielabor, Garching,
Germany — 3Deutsches Zentrum fiir Luft- und Raumfahrt (DLR),
Institut fiir Materialphysik im Weltraum, Koln, Germany — “*Heinz

Maier-Leibnitz-Zentrum, Garching, Germany

Perovskite and organic solar cells have become a hot research topic in
the last few years. The lightweight thin-film solar cells exhibit an ex-
ceptional power per mass that exceeds their inorganic counterparts by
magnitudes, particularly interesting for space applications. Recently,
we launched perovskite and organic solar cells to space on a suborbital
rocket flight for the first time [1, 2]. The perovskite and organic solar
cells operate in space conditions and produce reasonable power per
area of up to 14 and 7 mW cm-2, respectively. Here we derive, with
a detailed solar irradiation reconstruction, the irradiation-dependent
solar cell performance parameter evolutions, and conclude the solar
cell efficiency under strong AMO irradiation. [1] L. Reb et al., Joule
4,1880-1892 (2020), doi.org/10.1016/j.joule.2020.07.004. [2] L. Reb et
al., Rev. Sci. Instrum. 92 (2021), doi.org/10.1063/5.0047346.

15 min. break

CPP 28.7 Wed 16:45 H38
Quantum Efficiency Enhancement of Lead-Halide Perovskite
Nanocrystal LEDs by Organic Lithium Salt Treatment —

CPP 29: Biomaterials
Time: Wednesday 15:00-17:30

Invited Talk CPP 29.1 Wed 15:00 H15
Bottom-up molecular control of biomimetic hydrogels —
eKERSTIN G. BLANK — Johannes Kepler University, Institute of Ex-
perimental Physics, Altenberger Str. 69, 4040 Linz, Austria

The development of biomimetic hydrogels has greatly facilitated fun-
damental studies aimed at understanding cellular mechanosensing and
mechanotransduction processes. It is now widely accepted that cells
sense the elastic and viscoelastic properties of their surroundings and
respond to these properties via a range of different mechanisms. It
is still unknown, however, how cells determine these material proper-
ties. Hydrogels are usually characterized as bulk samples while cells
interact with these materials in a highly localized manner via specific
receptor-ligand interactions. It is thus essential to adopt the cellular
point of view and establish a link between microscopic and macroscopic
material properties. Towards this goal, we utilize biomimetic hydro-
gels consisting of mechanically characterized synthetic polymers and
extracellular matrix-inspired peptides that serve as physical crosslinks.
Using selected examples, we show how crosslink thermodynamics, ki-
netics and mechanics as well as network topology affect the linear and
non-linear viscoelastic properties of molecularly programmed hydro-

Wednesday
eROSHINI JAvABALAN!, TassiLo Naujoks!, CHRIsTOPHER KIRSCHZ,
FENGsHUO Zu3, MukunNDHA ManpaL?, JaNn WanHL?, MARTIN

WaiBeL!, ANDREAS OPITZ3, NORBERT KocH?3® 4
b b

, DENIS ANDRIENKO®,
Marcus ScHeiELE?, and WoLraanc BrUTTING! — !Universtitit
Augsburg, 86135 Augsburg, Germany — Z2Universitat Tiibingen,
72076 Tiibingen, Germany — 3Institiit fiir Physik & IRIS Adlershof,
Humboldt-Universitéit zu Berlin, Germany — “Max Planck Institut
fiir Polymerforschung, 55128 Mainz, Germany — °Helmholtz-Zentrum
Berlin fiir Materialien und Energie GmbH, 12489 Berlin, Germany

Owing to large specific surface area in lead halide perovskite nanocrys-
tals, surface passivation using ligands is crucial to attain high pho-
toluminescent quantum yield (PLQY). With respect to device fabri-
cation, such passivation methods must also enable balanced charge
injection to achieve high efficiency and operational stability. In this
regard, this talk will discuss on the results of post-passivation treat-
ment of CsPbBr3 nanocrystals with LiTFSI, an organic lithium salt.
The results from such treatment have proven to be propitious for the
nanocrystals - yielding higher PLQY, longer exciton lifetime and im-
proved light outcoupling. Consequently, a significant improvement
is observed in the devices fabricated using such post post-treated
nanoparticles. Lastly, photoelectron spectroscopy and density func-
tional theory modelling is employed to understand the impact of
LiTFSI post-treatment on the performance of a perovskite based LED.

CPP 28.8 Wed 17:00 H38
Tunable mesoporous and optoelectronics properties of zinc
titanate films using sol-gel technique — eYanan Li', Nian L,
AposToLos Vacias?, and PETER MULLER-BuscuBauM! — 1Physics
Department, Technical University of Munich, 85748 Garching, Ger-
many — 2Heinz Maier-Leibnitz Zentrum (MLZ), Technische Univer-
sitat Miinchen, 85748 Garching, Germany

Mesoporous films consisting of zinc titanate have high potential appli-
cations in photocatalysis, solar cells, and sensors due to tailoring their
semiconductive properties. In the present work, we investigate the
morphologies of mesoporous zinc titanate films obtained by changing
the ratio of two inorganic precursors after calcining hybrid films con-
sisting of organic-inorganic materials. The amphiphilic diblock copoly-
mer poly(styrene)-b-poly(ethyleneoxide) PS-b-PEO self-assembles into
core-shell micelles in a mixture of N,N-dimethylformamid/hydrogen
chloride playing the role as structure directing template. The inor-
ganic precursors, zinc acetate dehydrate and titanium tetraisopropox-
ide, are loaded in the micellar shell due to hydrogen bonds between
PEO and precursors. We use slot-die and spin-coating methods to
prepare hybrid films, and investigate the influence of the different de-
position methods on the film morphologies. Moreover, we investigate
how mesoporous structures and crystal phases depend on calcination
temperatures. The morphologies of the hybrid films are characterized
using grazing incidence small-angle X-ray scattering (GISAXS) and
scanning electronic microscopy (SEM).

(joint session BP/CPP)
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Location: H15

gels. In particular, we highlight that both individual crosslink prop-
erties and network topology affect network stress relaxation and show
how molecular bond rupture correlates with bulk material failure. Our
modular hydrogel system allows for tuning different parameters inde-
pendently and thus serves as an excellent platform for disentangling
the roles of different material properties on cellular responses.

CPP 29.2 Wed 15:30 HI15
The role of protein constriction in the fission of membrane
tubes — eRuUsSELL SPENCER and MARcus MULLER — Georg-August
Universitdt Gottingen, Institute for Theoretical Physics, 37077 Got-
tingen, Germany

Membrane remodelling, such as fusion and fission, is involved in a vari-
ety of basic, cellular processes. When unaided, the free energy barriers
for such remodelling can be prohibitively high, so biological systems
employ proteins as catalysts. This work investigates the influence of
proteins, such as dynamin, which constrict membrane tubes in order
to lower the barrier to fission. We are particularly interested in their
role in double-membrane fission as it occurs in mitochondrial division.
This work employs self-consistent field theory and utilizes the string
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method to find the Minimum Free Energy Path (MFEP) in order to
determine the most likely pathway for the transition. In addition to
lowering the free energy barrier, constriction of the tubes also affects
the dominant transition pathway. This work explores the interplay
between membrane tension and constriction and the effects that these
influences have on fission mechanisms of single and double membrane
tubes.

CPP 29.3 Wed 15:45 HI15
Rate-Independent Hysteretic Energy Dissipation in Colla-
gen Fibrils — RoOBERT MAGERLE, ePAuL ZecH, MARTIN DEHN-
ERT, ALEXANDRA BENDIXEN, and ANDREAS OtTTo — Fakultit fiir
Naturwissenschaften, Technische Universitdt Chemnitz, 09107 Chem-
nitz, Germany

Nanoindentation data measured with an atomic force microscope on
hydrated collagen fibrils above the glass transition, display a rate-
independent hysteresis with return point memory. It is caused by
the interplay of elastoplastic deformation during tip indentation fol-
lowed by elastocapillary recovery of the indent during tip retraction.
This previously unknown energy dissipation mechanism dominates at
slow indentation rates, where viscous friction is negligible. A generic
hysteresis model, based on force-distance data measured during one
approach-retract cycle, predicts the force (output) for arbitrary in-
dentation trajectories (input). This model describes collagen fibrils’
elastic as well as their dissipative nanomechanical properties with high
fidelity for a large range of tip velocities and indentation amplitudes.

15 min. break

CPP 29.4 Wed 16:15 H15
Partition complex structure arises from sliding and bridging
— eoLArRA ConNNOLLEY and SEAN MURRAY — Max Planck Institute
for Terrestrial Microbiology, Marburg, Germany

Chromosome segregation is vital for cell replication and in many bac-
teria is controlled by the ParABS system. A key part of this machinery
is the association of ParB proteins to the parS-containing centromeric
region to form the partition complex. Despite much work, the for-
mation and structure of this nucleoprotein complex has remained un-
clear. However, it was recently discovered that CTP binding allows
ParB dimers to entrap and slide along the DNA, as well as leading to
more efficient condensation through ParB-ParB-mediated DNA bridg-
ing. Here, we use stiff polymer simulations to show how these proper-
ties of sliding and bridging can explain partition complex formation.
We find that dynamic ParB bridges condense the DNA through the for-
mation of two structures, hairpins and helices. In separate stochastic
simulations, we show that ParB sliding accurately predicts the exper-
imentally measured multi-peaked binding profile of Caulobacter cres-
centus, indicating that bridging and other potential roadblocks are suf-
ficiently short-lived that they do not hinder ParB spreading. Indeed,
upon coupling the two simulation frameworks into a unified sliding and
bridging polymer model, we find that short lived ParB bridges do not
hinder ParB sliding from the parS sites, and can reproduce the binding
profile of ParB as well as the overall condensation of the nucleopro-
tein complex. Overall, our model clarifies the mechanism of partition
complex formation and predicts its fine structure.

CPP 29.5 Wed 16:30 H15
Single-chain and condensed-state behavior of hnRNPA1 from

molecular simulations — eD. Janka Baugr!, Lukas STELzLY2,
and ARrasH NikouBasaMAN! — lInstitute of Physics, Johannes
Gutenberg University Mainz, Germany — 2Biocenter, Institute of

Molecular Physiology, Johannes Gutenberg University Mainz, Ger-
many

Intrinsically disordered proteins (IDPs) are essential components for
the formation of membraneless organelles, which play key functional
and regulatory roles within biological systems. These complex assem-
blies form and dissolve spontaneously over time via liquid-liquid phase
separation of IDPs. Mutations in their amino acid sequence can al-
ter their phase behavior, which has been linked to the emergence of
cancer and neurodegenerative diseases. In this work, we study the con-
formations and phase behavior of a low-complexity domain of heteroge-
neous nuclear ribonucleoprotein A1 (hnRNPA1), using coarse-grained
molecular simulations. We systematically analyze how the single-chain
and condensed-state behavior are affected by the number of aromatic
residues within the examined sequences. We find a significant com-
paction of the chains and an increase in the critical temperature with
increasing number of aromatic residues within the IDPs. Both obser-
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vations strongly support the hypothesis that aromatic residues play a
dominant role for driving condensation, which is further corroborated
by a detailed analysis of the intermolecular contacts. By establishing
quantitative comparisons to the experimental phase behavior, we start
to critically assess the reliability of coarse-grained IDP models.

CPP 29.6 Wed 16:45 HI15
‘Water flow elastography for minimal invasive surgery — ePauL
Karwa and TiLMAN ScHAFFER — University of Tiibingen, Germany

Mechanical properties of tissue are of great interest for physicians to
differentiate healthy from malign tissue, to determine the status or ex-
tent of a disease, and to investigate tissue ageing. The measurement
of these properties is therefore a helpful tool for diagnosis. Many elas-
tography techniques have been established and are used in medicine
today. However, most of these techniques are not applicable in mini-
mal invasive surgery (MIS), because there the size of probes is limited
to a few millimeters and the handling is restricted. We introduce wa-
ter flow elastography, a novel technique that benefits from a small and
inexpensive probe. This technique uses a specialized probe to flow
pressurized water against the sample surface, thereby inducing a local
indentation. The volume of the indentation, which is measured with a
flow meter, is used to quantify the Young’s modulus with the help of fi-
nite element simulations. We measure the Young’s modulus of silicone
samples and porcine organs and validate the results with a commercial
testing machine, finding agreement within 15 %. We also discuss the
suitability of this technique for the determination of viscoelastic tissue
properties and for the application in endoscopes for MIS in the future.

CPP 29.7 Wed 17:00 H15
Turning the Corner on the Image Method in Linear Elas-
ticity and Low-Reynolds-Number Hydrodynamics — eTYLER
Lutz, Lukas FiscHER, SONJA RICHTER, and ANDREAS MENZEL —
Institut fiir Physik, Otto-von-Guericke-Universitdat Magdeburg, Uni-
versitatsplatz 2, 39106 Magdeburg

In both linear elasticity and low-Reynolds-number hydrodynam-
ics, extensions of the image method—familiar from elementary
electrostatics—have been developed to deduce the displacement (resp.
velocity) fields arising from point forces applied in the vicinity of a
single, flat, infinitely extended boundary. In this work, we assess the
applicability of these methods to domains described by multiple, mutu-
ally orthogonal boundaries in 2 and 3 dimensions. Already in the case
of a single flat boundary, the necessary image forces depend on the spe-
cific boundary conditions considered; the images become progressively
more complex as one goes from free-slip to no-slip and stress-free sur-
faces. By iterating the image method for forces near corners or edges,
we explicitly show that this method fails to generate a self-consistent
image if any more than one boundary is anything other than a free-
slip surface. For the situations in which the image method may be
successfully applied, we explicitly construct and survey the qualitative
features of the point-force Green’s function near corners.

CPP 29.8 Wed 17:15 HI15
Adsorption of laminin and cellular response of neurons and
glial cells on ion implanted titania nanotube scaffolds — eJaAN
FrenzeLb23, AstriD KupFERERD'2, MAREIKE ZINK3, and STEFAN
G. Mayr!"2 — lLeibniz Institute of Surface Engineering (IOM),
Permoserstrale 15, 04318 Leipzig, Germany — 2Division of Sur-
face Physics, Department of Physics and Earth Sciences, Linnéstrafse
5, 04103 Leipzig, Germany — 3Research Group Biotechnology and
Biomedicine, Department of Physics and Earth Sciences, Linnéstrafie
5, 04103 Leipzig, Germany

Brain-machine interfaces are used in a wide spectrum of neuroscience,
as for time-resolved sensing of neural activities and for tackling neu-
rodegenerative diseases. Currently established cultivation platforms,
including cellulose filters, often result in loss of long-term adhesion, re-
jection reaction and glial scarring or do not allow for electrical contact
due to their insulating properties. As we demonstrate, ion implanted
titania nanotube scaffolds (TNS) are a promising candidate to over-
come these issues, since they combine a high biocompatibility with a
sufficient large electrical conductivity. In our experiments, we explain
how ion implantation induced changes of surface characteristics affect
the adsorption of laminin and the viability and adhesion of neurons
and glial cells. We link the hindered laminin adsorption due to im-
plantation to the shrinkage of tube diameter and rise of zeta potential.
The stable and high neuron viability on all TNS but suppressed glial
cell formation of implanted TNS gives rise for a potential interface
material. Funding by SMWK (100331694) is gratefully acknowledged.
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CPP 30: 2D Materials 7 (joint session DS/CPP)

Time: Wednesday 15:00-16:00

CPP 30.1 Wed 15:00 H17
Gate-Tunable Helical Currents in Commensurate Topologi-
cal Insulator/Graphene Heterostructures — eJonas KiemLe!2,
Lukas PowarLLa®?, KarHariNa Porvupov3#, Lovisa GuULATIS,
MAANWINDER  SINGH"2, ALEXANDER HOLLEITNER'?2, MARKO
BurcHARD?4, and CurisTorH KasTLD2 — 'Walter Schottky Institut
and Physics Department, Technical University of Munich, Garching,
Germany — 2MCQST, Miinchen, Germany — 3Max-Planck-Institut
fiir Festkorperforschung, Stuttgart, Germany — *Institut de Physique,
Ecole Polytechnique Fédérale de Lausanne, Lausanne, Switzerland

Van der Waals heterostructures made from graphene and three-
dimensional topological insulators promise very high electron mobil-
ities, a non-trivial spin texture and a gate-tunability of electronic
properties. Here, we explore epitaxially grown interfaces between
graphene and the lattice-matched topological insulator BizTesSe.
For this heterostructure, spin-orbit coupling proximity has been pre-
dicted to impart an anisotropic and electronically tunable spin tex-
ture. Polarization-resolved second-harmonic generation, Raman spec-
troscopy, and time-resolved magneto-optic Kerr microscopies are com-
bined to demonstrate that the atomic interfaces align in a com-
mensurate symmetry with characteristic interlayer vibrations. By
polarization-resolved photocurrent measurements, we find a circular
photogalvanic effect which is drastically enhanced at the Dirac point
of the proximitized graphene. We attribute the peculiar gate-tunability
to the proximity-induced interfacial spin structure.

CPP 30.2 Wed 15:15 H17
Topological Invariant of Acoustic Phonons in 2D materials —
eGUNNAR LaNGe!, AprieNn Bounon!, BArRTOMEU MONSERRAT!Z,
and RoBERT-JAN SLaceEr! — 1Cavendish Laboratory, University of
Cambridge, UK — 2Department of Materials Science and Metallurgy,
University of Cambridge, UK

2D materials that live in a 3D space display an unusual acoustic
phonon mode: the flexural mode. This mode disperses quadratically
away from the center of the acoustic Brillouin zone, and corresponds
to a flexing of the material out-of-plane. This differs markedly from
the linear dispersion displayed by the in-plane modes, and leads to an
unusual triple degeneracy at the zone center. This triple degeneracy
is enforced by the Nambu-Goldstone theorem, rather than symmetry,
as will be discussed. Such band degeneracies frequently have associ-
ated topological invariants. For this triple degeneracy, the topological
invariant turns out to generically be of quaternionic type (Euler topol-
ogy), but reduces to a Zo invariant under fairly general assumptions.
The invariant has important implications for 2D materials grown on
a substrate, as it dictates how the bands are split due to the presence
of the substrate. This will be discussed in the context of graphene,
where the Zs invariant turns out to be non-trivial.

This talk is based on: Lange, G. F., Bouhon, A., Monserrat, B.,
and Slager, R.-J., "Topological continuum charges of acoustic phonons

CPP 31: Active Matter 4
Time: Wednesday 15:00-17:30

CPP 31.1 Wed 15:00 H18
Clusters and fractals in non-reciprocally interacting col-
loids — eSEBASTIAN FEHLINGER and BENNO LIEBCHEN — Institut
fir Physik kondensierter Materie, Technische Universitdt Darmstadt,
Hochschulstrafe 8, D-64289 Darmstadt, Germany

Non-reciprocal interactions are widespread in nature. For the specific
case of a binary mixture of passive particles, the breaking of the action
reaction principle can lead to formation of active colloidal molecules
which are capable of self-propulsion. For small systems, such active
molecules have already been realized in experiments based on phoret-
ically interacting binary colloidal mixtures [1,2].

The focus of the present work is to understand the many body
behaviour of active molecules. Using particle based simulations and
continuum theory, we find that non-reciprocal attractions in a binary
mixture of non-motile particles can destabilize the uniform disordered

Location: H17

in two dimensions and the Nambu-Goldstone theorem" Phys. Rev. B
105, 064301 (2022)

CPP 30.3 Wed 15:30 H17
Coupled Bilayer Graphene Quantum Dots — eANGELIKA
KnoTtHE!? and VLADIMIR FaL’k0%3 — lInstitute of Physics, Technis-
che Universitit Chemnitz, D-09107 Chemnitz, Germany — 2National
Graphene Institute, University of Manchester, Manchester, UK —
3Henry Royce Institute for Advanced Materials, University of Manch-
ester, Manchester, UK

Bilayer graphene quantum dots are promising for spin and valley qubits
[1,2,3]. A functional quantum information architecture requires scal-
able multi-qubit systems. We theoretically study electrostatically con-
fined double-dots and few-dot arrays in bilayer graphene. We quantify
the inter-dot couplings for different dot parameters such as the field-
induced gap, the confinement shape, and the inter-dot distance. This
dependence on external parameters allows tuning the dot arrays into
different regimes for which we study the extended Hubbard Hamilto-
nians and identify the spin and valley level structure. Our results will
help to advance the use of bilayer graphene quantum dots for quantum
technologies.

[1] A. Knothe, L. I. Glazman, V. Fal’ko, New Journal of Physics 24
(4), 043003 (2022)

[2] S. Moller, L. Banszerus, A. Knothe, C. Steiner, E. Icking, S.
Trellenkamp, F. Lentz, K. Watanabe, T. Taniguchi, L. Glazman, V.
Fal’ko, C. Volk, C. Stampfer, Phys. Rev. Lett. 127, 256802 (2021)

[3] A. Knothe, V. Fal’ko, Phys. Rev. B 101, 235423 (2020)

CPP 30.4 Wed 15:45 HI17
Electron cavity optics in bilayer graphene — Lukas SEEMANN!,
eAncELIKA KNoTHE!, KLAUS RicHTER?, and MARTINA HENTSCHEL!
— lnstitute of Physics, Technische Universitit Chemnitz, D-09107
Chemnitz, Germany — 2Institut fiir Theoretische Physik, Universitit

Regensburg, 93040 Regensburg, Germany

Rapid developments in the field of 2D materials and their nanostruc-
tures make it possible to trap charge carriers with different dispersions
in various confinement geometries with a high degree of control. This
progress now allows studying 2D electron optics phenomena enriched
by the charge carriers’ different electronic and topological properties
compared to the photonic case. Here, we theoretically investigate cav-
ities in gapped bilayer graphene employing an approach based on ray-
wave correspondence [1]. We identify the influence of the materials’
trigonally warped band structure [2] on the fermion optics characteris-
tics that we show to be conveniently tuneable by gate voltages. Similar
considerations can be applied to electron optics in other 2D materials.

[1] J-K. Schrepfer, S. Chen, M.-H. Liu, K. Richter, and M.
Hentschel, Phys. Rev. B 104, 155436 (2021)

[2] C. Gold, A. Knothe, A. Kurzmann, A. Garcia-Ruiz, K. Watan-
abe, T. Taniguchi, V. Fal’ko, K. Ensslin, T. Thn, Phys. Rev. Lett.
127, 046801 (2021)

(joint session DY /BP/CPP)

62

Location: H18

phase and lead to clusters which grow in time. Surprisingly, for a wide
parameter range, the clusters only grow up to a certain size such that
coarsening is arrested. We attribute this to an effective screening effect
which hinges on the characteristic spatiotemporal organization of the
two species within the clusters. In addition, remarkably, in a different
parameter regime, we find porous macroclusters featuring significant
holes and a fractal dimension which differs from the one expected for
conventional diffusion limited aggregation.

[1]F. Schmidt et al. J. Chem. Phys. 150, 094905 (2019)

[2]J. Grauer et al. Nat. Commun. 12, 6005 (2021).

CPP 31.2 Wed 15:15 HI18
Analysis of transient dynamics of bioconvection in swimming
algae — @ ALEXANDER JAROSIK, FLORIAN VON RULING, and ALEXEY
ErREMIN — Otto-von-Guericke Universitat, Magdeburg, Germany
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Swimming unicellular algae Chlamydomonas reinhardtii exposed to
light form intricate hydrodynamic instability patterns called biocon-
vection. High-density plumes of cells are formed in the top layer, de-
scend to the container’s bottom, and rise again to the top. This insta-
bility arises from coupling between the gyro- and phototactic behaviour
of the cells, their physical properties and the flow. In this work, we
analyse the microswimmer’s dynamics as a function of the cell density,
confinement of the environment and light. The transient behaviour of
the plume formation is analysed using the Continuous Wavelet Trans-
formation (CWT). We demonstrate that the plume formation can be
controlled by local illumination.

CPP 31.3 Wed 15:30 HI18
Optimal turbulent transport in microswimmer suspensions
— eHENNING REINKEN', SaBiNe H. L. Krapp!, and MICHAEL

WiLczek? — 1Technische Universitét Berlin — 2Universitét Bayreuth

Microwsimmer suspensions, a paradigmatic example of an active fluid,
self-organize into complex spatio-temporal flow patterns, including reg-
ular vortex lattices and mesoscale turbulence. This work investigates
the transport properties of these suspensions by tracking the diffusive
motion of passive tracers in the turbulent low. We apply a continuum
model for the effective microswimmer velocity field [1,2], where the dy-
namics is governed by the competition between relaxation to a regular
vortex lattice and destabilization by nonlinear advection. Varying the
strength of nonlinear advection, we observe two qualitatively differ-
ent regimes of flow transport that we distinguish with the help of the
dimensionless Kubo number K, which compares different time scales.
Right above the transition to turbulence, the flow field evolves very
slowly (K > 1) and the spatial vortex structures lead to dominant
trapping effects. In contrast, for large advection strength, much faster
dynamics (K < 1) leads to transport properties completely deter-
mined by the temporal correlations of the flow. In between (K =~ 1),
we observe a regime of optimal transport, where the diffusion coeffi-
cient reaches a maximum.

[1] Reinken, Klapp, Bér, Heidenreich, Phys. Rev. E 97, 022613 (2018)
[2] James, Bos, Wilczek, Phys. Rev. Fluids 3, 061101(R) (2018).

CPP 31.4 Wed 15:45 HI18
Interfacial activity dynamics of confined active droplets
— ePrasuaNTH RaMesn!2, BaBak Vaipr HokmaBap!, ARNOLD
J.T.M. Maruussen3, Dmrtri O. Pusakin?, and Corinna C.
Maass!:? IMax Planck Institute for Dynamics and Self-
Organization — 2University of Twente — 3University of Pennsylvania

— 4University of York

Active emulsions exhibit a complex hydrodynamic mode spectrum
driven by chemical advection-diffusion instabilities. We study such an
active emulsion consisting of oil droplets that dynamically solubilize in
a supramicellar aqueous surfactant solution. It has been predicted that
the interaction with self-generated chemical fields leads to multistable
higher-mode flow fields and chemorepulsive phenomena. To investi-
gate such chemodynamic effects, we study cylindrical droplets pinned
between the top and bottom surfaces of a microfluidic reservoir, such
that they only produce pumping flows, while we simultaneously quan-
tify the chemical concentration field and the hydrodynamic velocity
field. With increasing droplet radius we observe: vortical structures
generated by the droplet migrating around the interface, bistability
between a dipolar and quadrupolar flow mode, and, eventually, a tran-
sition to multipolar modes. We further measured flow fields by particle
image velocimetry and compared them to a hydrodynamic model based
on a Brinkman squirmer. A simultaneous quantification of the flow
fields and oil-filled micelle distribution suggests that a local buildup of
chemical products leads to a saturation of the surface, which affects
the propulsion mechanism and eventually suppresses all activity.

CPP 31.5 Wed 16:00 H18

Hydrodynamics and fluctuations in bacterial models
— oSUBHADIP CHAKRABORTI — Friedrich-Alexander-Universitat
Erlangen-Niirnberg, Erlangen, Germany — Max-Planck-Zentrum fiir

Physik und Medizin, Erlangen, Germany

Motivated by a biological example of the persistent motion of bacte-
ria, we propose two one-dimensional models of active lattice gases with
hardcore interactions. Using macroscopic fluctuation theory (MFT),
we analytically derive hydrodynamics for those models and calculate
two density-dependent transport coefficients — the bulk-diffusion co-
efficient and the conductivity, and verify the Einstein relation (ER)
by comparing the ratio of those transport coefficients with subsystem
number fluctuation. The first model consisting of particles with com-
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peting mechanisms of short and long-range hopping obeys the Einstein
relation, and exhibits, in the limit of infinite range hopping, upon
tuning density (or activity), a ‘superfluid’ transition from a finitely
conducting state to an infinitely conducting one. Interestingly, the
bulk-diffusion coefficient remains constant throughout. The diverging
conductivity induces ‘giant’ number fluctuations in the system. In the
second model, consisting of hardcore run and tumble particles with per-
sistent motion in one direction decided by an associated spin variable
until the direction of spin is reversed, we perform a similar calculation
and find that the Einstein relation is violated. This analytic framework
could be useful for a better understanding of the collective behavior of
many biological systems such as bacterial colonies and other multicel-
lular aggregates, in the context of dynamics and transport properties.

15 min. break

CPP 31.6 Wed 16:30 HI18

Shearing an Active Glass — eRiTUPARNO MANDAL and PETER
SorricH — Institut fiir Theoretische Physik, Gottingen, Germany

Recent experiments and simulations have revealed glassy features of
cytoplasm, tissues and dense assemblies of self propelled colloids. This
prompts the fundamental question of whether non-equilibrium (active)
amorphous materials are essentially equivalent to their passive coun-
terparts, or whether they can present qualitatively different behaviour.
To tackle this challenge we investigate the yielding and mechanical be-
haviour of a model active glass former, a Kob-Andersen glass in two
dimensions where each particle is driven by a constant propulsion force
whose direction varies diffusively over time. Using extensive Molecular
Dynamics simulations, we focus in particular on the effects of the inter-
mittent dynamics in the regime of highly persistent activity and reveal
a novel type of shear induced orientational ordering in the system.

CPP 31.7 Wed 16:45 HI18
Active motion with varying self propulsion — LORENZO
CaPRINI', ALEXANDER R. SPRENGER!, UMBERTO M. B. MARCONIZ,
HarTMUT LOWEN!, and eRENE WiTTMANN! — lInstitut fiir Theo-
retische Physik II: Weiche Materie, Heinrich-Heine Universitéat Diissel-
dorf, Germany — 2School of Sciences and Technology, University of

Camerino, Italy

Active Brownian Particles (ABPs), commonly perceived as the stan-
dard model for (dry) active motion, are characterized by a constant
self-propulsion velocity along the direction of a unit vector which per-
forms rotational diffusion. In nature, however, the swim velocity is
usually not a constant in time and space. Here, we present a generic
form of the equations of motion of active particles, which account for
two aspects of varying self propulsion. First, we introduce a general
stochastic process with fluctuating modulus of the self-propulsion vec-
tor, which defines a parental active model (PAM). We argue that the
two well-known models of ABPs and Active Ornstein-Uhlenbeck Par-
ticles (AOUPs) emerge as limiting cases of the PAM [1], i.e., they are
rather sisters than cousins. Second, we demonstrate that a position-
dependent swim-velocity field can be consistently introduced for any
self-propulsion mechanism [2]|. Finally, we discuss the effects of varying
self propulsion in external confinement [1,3] and predict the stationary
probability distributions in terms of effective interactions [3].

[1] L. Caprini et al., J. Chem. Phys. 156, 071102 (2022).

[2] L. Caprini et al., Soft Matter, 18, 1412 (2022).

[3] L. Caprini et al., arXiv:2203.00603 (2022).

CPP 31.8 Wed 17:00 H18
Perturbing the athermal jamming transition by activ-
ity — eMICHAEL SCHMIEDEBERG — Friedrich-Alexander-Universitéat
Erlangen-Niirnberg, Erlangen, Germany

By minimizing the interaction energy in a soft sphere system without
crossing energy barriers the discontinuous athermal jamming transion
can be observed at a packing fraction of about 0.64 in three dimensions
[1]. We consider the jamming of active particles where the activity cor-
responds to a perturbation to the athermal jamming process. We find
that due to the activity the transition becomes continuous and the
transition packing fraction might occur at a different density [2]. The
critical exponents agree to those of the universality class of directed
percolation. As a consequence, athermal jamming of passive particles
seems to be a (singular) limit of the jamming transition in an active
system. Note that other perturbation like thermal fluctuations lead
to a similar behavior [3]. Therefore, athermal active particles can be
seen as a prototype system that leads to new insights how jamming
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with perturbations (as also studied in [2-5]) can be related to glassy
dynamics.

[1] C.S. O’Hern et al., Phys. Rev. Lett. 88, 075507 (2002) and Phys.
Rev. E 68, 011306 (2003).

[2] M. Maiti and M. Schmiedeberg, EPL 126, 46002 (2019).

[3] M. Maiti and M. Schmiedeberg, Scientific Reports 8, 1837 (2018);
for 2D: Eur. Phys. J. E 42, 38 (2019).

[4] L. Milz and M. Schmiedeberg, Phys. Rev. E 88, 062308 (2013).

[5] S. Wilken et al., Phys. Rev. Lett. 127, 038002 (2021).

CPP 31.9 Wed 17:15 HI18
Non-equilibrium phase separation in mixtures of catalyti-
cally active particles: size dispersity and screening effects —
oVINCENT Ouazan-REBouL!, JAIME Acupo-CaNaLEJO!, and RaMIN
GoresTaNiaN!2 — IMax Planck Institute for Dynamics and Self-
Organization, Am Fassberg 17, D-37077, Gottingen, Germany —
2Rudolf Peierls Centre for Theoretical Physics, University of Oxford,

OX1 3PU, Oxford, UK

Biomolecular condensates in cells are often rich in catalytically active
enzymes. This is particularly true in the case of the large enzymatic
complexes known as metabolons, which contain different enzymes that
participate in the same catalytic pathway. One possible explanation
for this self-organization is the combination of the catalytic activity of
the enzymes and a chemotactic response to gradients of their substrate,
which leads to a substrate-mediated effective interaction between en-
zymes. These interactions constitute a purely non-equilibrium effect
and show exotic features such as non-reciprocity. Here, we analytically
study a model describing the phase separation of a mixture of such
catalytically active particles. We show that a Michaelis-Menten-like
dependence of the particles’ activities manifests itself as a screening
of the interactions, and that a mixture of two differently sized active
species can exhibit phase separation with transient oscillations. We
also derive a rich stability phase diagram for a mixture of two species
with both concentration-dependent activity and size dispersity.

CPP 32: Perovskite and Photovoltaics 4 (joint session HL/CPP/KFM)

Time: Wednesday 15:00-18:15

CPP 32.1 Wed 15:00 H34
Electronic structure analysis of the interface of a TiO:
electron-transport layer with a perovskite CsPbl; pho-
tovoltaic absorption layer — eAMIRHOSSEIN Bavani!, JuLian
GEBHARDT!, and CHRISTIAN ELsissErY2 — 1Fraunhofer Institute for
Mechanics of Materials IWM, Wohlerstrasse 11, 79108 Freiburg, Ger-
many — 2Freiburg Materials Research Center (FMF), Albert-Ludwigs-
University Freiburg, 79104 Freiburg, Germany

Lead-based hybrid perovskite halides are currently the most promis-
ing light absorbing materials to supplement or even replace Si in next
generation solar cells. With intensive research of the bulk material
properties in recent years, a strong interest emerges in studying the
interfaces to the contact layers in order to reach the final boost of solar
efficiency in devices. Here, we study the interface of CsPblz with TiO2
as model interface for a perovskite with an electron transport layer. In
particular, we investigate the rutile-TiO2(001)[001] / CsPblI3(001)[100]
interface using self-energy corrected density functional theory. By this
state-of-the art modeling technique, we analyze the alignment of work-
functions and investigate the band alignment at the interface.

CPP 32.2 Wed 15:15 H34
Influence of the Ionic Liquid BMIM BF4 on the film formation
and optoelectronic properties of M APbls — eSiMON BIBERGER,
KonNsTANTIN ScHOTZz, PHILIPP RAMMING, Nico LreupoLD, RALF
Moos, ANNA KOHLER, HELEN GRUNINGER, and FABIAN PANZER —
University of Bayreuth, Bayreuth, Germany

Today, metal halide perovskite solar cells (PSCs) are one of the most
promising emerging photovoltaic technologies. However, their still lim-
ited stability is a main hurdle for their successful commercialization.
In the past, various approaches have been developed to improve the
long-term stability and performance of PSCs. Here ionic liquids (IL) as
additives have attracted much attention as they passivate defects and
suppress ion migration. In this work, we investigate the effect of the
IL BMIM BFj on the film formation and optoelectronic properties of
the model halide perovskite M APbl3. By multimodal in situ optical
spectroscopy, we investigate the formation of the perovskite film during
solution processing via one-step spin coating and a solvent engineer-
ing approach and how the film formation alters when the IL is added
to the precursor solution. We find that the IL does not impact the
formation of perovskite-solvent complexes, but the perovskite growth
rate decreases with increasing IL content in the precursor solution.
Additionally, we reveal that the IL already interacts with precursor
materials and changes the evolution of the Pblz_ properties. Thus,
our work provides important insights into how decisive ILs impact the
sensitive interconnection between precursor properties, film formation
process and final optoelectronic functionality of perovskite thin films.

CPP 32.3 Wed 15:30 H34
Transversal halide motion enables sharp optical absorption
profiles in halide perovskites — eSEBASTIAN CAICEDO-DAVILA,
CHRISTIAN GEHRMANN, XIANGZHOU ZHU, and Davip A. EGGER —
Department of Physics, Technical University of Munich, Garching,
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Despite their strong vibrational anharmonicity, halide perovskites
(HaPs) exhibit favorable optoelectronic properties, which facilitate
their outstanding performance in solar cells, comparable to high-
quality inorganic semiconductors. In this contribution, we explore
the mechanisms and consequences of dynamic structural flexibility in
CsPbBrs using first-principles molecular dynamics based on density-
functional theory. We show that large Br displacements occur on
planes that are transversal to the Pb-Br-Pb bonding axis. This
transversality is concurrent with vibrational anharmonicity, results in
short-ranged disorder correlations, and sharpens the joint-density of
states rise at finite temperature. Finally, we contrast these results
to the case of PbTe, which shares key properties with CsPbBr3 but
cannot exhibit any transversality, to show that this system features
wider band-edge distributions and longer-ranged disorder correlations.
These findings are relevant for connecting the structural flexibility and
bonding of the halide perovskite structure with the sharp optical ab-
sorption of these materials.

CPP 32.4 Wed 15:45 H34
Investigating underlying mechanisms of K doping on stabil-
ity of single- and mixed-cation perovskite solar cells with ex-
perimental and computational informed modelling — SAIED
MorLravaLl, MoHAMMAD MoADDELI, and e MANSOUR KANANI — De-
partment of Materials Science and Engineering, School of Engineering,
Shiraz University, Shiraz, Iran

Recent studies revealed that the interstitial occupancy of potassium in
single/mixed-cation based perovskite structures could hinder the ion
migration mechanisms near interfaces, and therefore leads to a better
structural stability. However, the underlying stability enhancement
mechanisms and probable side effects of additional K atoms in corpo-
rate with other organic/inorganic constituents, with a long-range elec-
tronic bonding character, is not clear completely. In this study, the
effect of doping K on the structural, morphological, electronic, and
optical properties of different perovskite structures is investigated ex-
perimentally and computationally. The beneficial effect of interstitial
K atom on long-range bonding of I atoms with organic molecules is ob-
served. Furthermore, no degradation from additional K is detected for
specific range of doping. This result opens a new insight on construc-
tive impact of inorganic dopant on stability issue in perovskite solar
cells. SEM, XRD, Photoluminescence and optical absorbance analysis
were performed on the perovskite layer. The one layer-based experi-
mental data incorporation with DFT based results were informed into
the SCAPS-1D solar cell simulator package to predict cell efficiency,
systematically.

CPP 32.5 Wed 16:00 H34
Revealing efficiency losses due to mobile ions in perovskite
solar cells — eSaHIL SHAH, JARLA THIESBRUMMEL, and JoNAs DIEK-
MANN — University of Potsdam, Germany

Perovskite semiconductors are distinct from most other semiconduc-
tors due to a large number of mobile ions in the active layer (e.g.,
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iodide and methylammonium ions and vacancies, and others). Thus,
ion dynamics have a critical impact on the performance and stability
of perovskite-based applications.

In this work, we will show how the ionic density and induced losses
change with device degradation under elevated temperatures and con-
tinuous light illumination. This is investigated via a simple and newly
developed method *fast-hysteresis* which is a JV scan at a faster rate
(71000 Vs-1) which prevents the perturbation of mobile ions and we get
the true ion free potential of the device. The fast-hysteresis measure-
ments are corroborated by transient charge extraction and capacitance
measurements as well as numerical simulations, which provide impor-
tant insights into the dynamics of free electronic charges and mobile
ions. We will then demonstrate how the mobile ions affect a range
of commonly used mixed cation metal halide perovskite compositions
and how the ionic losses vary with the charge transport layer.

Overall, the proposed methods quantify the ion-induced field screen-
ing, shed light on the complex device degradation process and PCE
losses allow for a better understanding of several key phenomena in
perovskite solar cells, and open up a large range of future experiments.

CPP 32.6 Wed 16:15 H34
Dissecting Ultrafast Polarization Responses in Lead Halide
Perovskites via the THz-induced Kerr Effect — eMAXIMILIAN
FreENzEL!, MARIE CHERAsSE!2, JoaNNA UrBAN!, FEIFAN WANG3,
Bo Xiang3, Leona Nest!, Lucas Huser?, MarTIN WoLr!, X.-Y.
Znu3, and SEBASTIAN F. MAEHRLEIN' — 1Fritz Haber Institute of
the Max Planck Society, Department of Physical Chemistry, Berlin,
Germany — 2LSI, CEA/DRF/IRAMIS, CNRS, Ecole Polytechnique,
Institut Polytechnique de Paris, Palaiseau, France — 3Columbia Uni-
versity, Department of Chemistry, New York City, USA

The microscopic origin of the surprising optoelectronic properties of
lead halide perovskite (LHP) semiconductors is still under debate. One
hypothesis is that the highly polar and anharmonic lattice of LHPs
influences their optoelectronic properties through dynamic charge car-
rier screening. We therefore study the ultrafast polarization response
of the hybrid LHP MAPbBrs when exposed to transient electric fields
in the form of intense, single-cycle THz pulses. By probing the THz-
induced Kerr effect (TKE), we observe strong THz polarizability and
complex ultrafast polarization dynamics. We perform 4-wave-mixing
simulations, which show that it is crucial to account for anisotropic
and dispersive light propagation for the correct interpretation of the
measured TKE signals. Finally, we unveil a coherent phonon response
in MAPDbBr3, which we assign to the inorganic cage and conclude to be
the dominating polarizable mode in this material. This finding high-
lights the role of the inorganic lattice for dynamic carrier screening
and the related mechanism of charge carrier protection.

30 min. break

CPP 32.7 Wed 17:00 H34
Calculating the temperature-dependent band gap of the
halide perovskite CsPbBrs eSTEFAN SEIDL, CHRISTIAN
GEHRMANN, XIANGZHOU ZHU, SEBASTIAN CAICEDO DaviLa, and
Davip A. EcGErR — Department of Physics, Technical University of
Munich, Garching, Germany

Theoretical calculations based on density functional theory (DFT) can
predict thermal effects in the electronic structure by considering im-
portant phenomena, such as thermal lattice expansion and electron-
phonon coupling. The latter can be calculated using a Monte-Carlo
(MC) sampling approach that is formally rooted within the har-
monic approximation, which has recently been shown to yield accu-
rate temperature-dependent band gaps for inorganic semiconductors
[1]. A complementary approach to predict thermal effects in the elec-
tronic structure is first-principles molecular dynamics (MD), which
can account for vibrational anharmonicity that is an important ef-
fect for certain technologically relevant materials. Here, we assess the
temperature-dependent band gap of the halide perovskite CsPbBr3 in
the cubic and orthorhombic phases employing the two different meth-
ods, MC and MD, and compare our findings with experimental results.
This includes a discussion about the role of anharmonicity and the con-
tributions from spin-orbit coupling and thermal lattice expansion.
[1] F. Karsai et al, New J. Phys. 20, 123008 (2018)

CPP 32.8 Wed 17:15 H34
Electronic structure prediction of hybrid organic-inorganic
metal halide perovskites using cost-effective DFT-1/2 me-
thod — MonaMMAD MoADDELI und eMANsoUR KaNaNT — Depart-
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ment of Materials Science and Engineering, School of Engineering, Shi-
raz University, Shiraz, Iran

Hybrid organic-inorganic metal halide perovskites (OIHPs) have at-
tracted much attention in the last decade because of tunable photo-
voltaic performance and low fabrication cost. Regarding the tunable
parameters for controlling the fundamental properties of OIHPs, recent
computational and data-driven based approaches can accelerate new
material prediction procedure significantly. Density functional theory
(DFT) is considered as fundamental block of many multiscale, high-
throughput and data-driven approaches typically. However, because of
complexity of electronic orbital in OIHP as well as high sensitivity
of regarding properties to atomistic configuration, employing conven-
tional computational approaches faces many obstacles or needs very
expensive corrections. Underestimation of routine functionals used in
DFT calculations push people apply expensive approaches such as hy-
brid functionals and GW approximation. Here, DFT-1/2 method with
a normal computational cost has been used for determining not only
the band gap but also the true form of valence and conduction bands
of OIHPs. The results showed that, the method could preserve the
known Rashba band splitting in the conduction band of mixed-cation
perovskites, which is the source of longer carrier lifetime behavior.

CPP 32.9 Wed 17:30 H34
Phonon Signatures for Polaron Formation in an Anharmonic
Semiconductor — eFrIiraN Wanc!':2, WriBIN CuU®, JIN ZHAO?,
and X.-Y. Zuu! — 1Columbia University, New York, NY, 10027 USA
— 2Dept. of Materials, ETH Zurich, Switzerland — 3University of
Science and Technology of China, Hefei, Anhui 230026, China

Polaron formation, in which charge carriers are dressed by a cloud
of lattice distortions, is partially responsible for the long carrier life-
times and diffusion lengths in the lead halide perovskite (LHP), a
superior optoelectronic material. Considerations of ferroelectric-like
phonon anharmonicities of this system lead to the recent proposal
of ferroelectric large polarons, which attributes efficient charge-carrier
screening to the extended ordering of dipoles associated with inversion-
symmetry-breaking unit cells. Here, we study electron-phonon cou-
pling in BizsO2Se, a semiconductor which bears resemblance to LHPs
in ionic bonding, band transport with long carrier diffusion lengths,
and dynamical phonon disorder as revealed by low-frequency Raman
spectroscopy. Using coherent phonon spectroscopy, we show the strong
coupling of an anharmonic phonon mode to photo-excited charge carri-
ers, while the Raman excitation of this mode is symmetry-forbidden in
the ground-state. Density functional theory calculations verify that the
phonon mode originates from the symmetry reduction after charge in-
jection and indicate the local dipole ordering induced by photo-excited
electrons. This study provides an initial attempt to generalize the pro-
posed charge-carrier screening model to account for the outstanding
optoelectronic properties of defect-tolerant semiconductors.

CPP 32.10 Wed 17:45 H34
Tuning Perovskite Crystallization in the Hybrid Route —
eMoHAMED MAHMOUD, PaATRICIA SCHULZE, ANDREAS BETT, and
OussaMA ErR-rAJI — Fraunhofer ISE

In 2009, perovskite solar cells were discovered in the solid-state that
can be used not only as a single junction absorber but also in tandem
configuration thanks to their bandgap tunability. It is a combination
of organic and inorganic lead halide materials and they have the ad-
vantage of a strong absorption edge, defect tolerance and potential
cheap production due to easy production methods such as spin coat-
ing or slot-die coating as a highly scalable production method. In the
industry, double-sided textured silicon (DSTS) is commonly produced
to overcome the reflection losses at surfaces. Spin coating of perovskite
on top of DSTS resulted in low conformality which resulted in shunts
and non-working solar cells. To overcome this issue, the hybrid route
was developed, in which inorganic materials are co-evaporated using
the thermal vapour deposition technique and then organic materials
are spin-coated. By doing that, the high conformality of the thin film
on top of the c-Si is achieved. However, the resulting perovskite grain
size is in the nanometer scale. To increase the grain size - which results
in higher short circuit current, lower grain boundaries and thus a more
stable device - thermodynamics of the crystallization process need to
be studied. In this work, using the thermodynamics fundamentals of
crystallization, we tune the grain size of perovskite deposited via the
hybrid route. In addition, we study the consequences of different grain
sizes on the efficiency of the solar cell and especially on the stability.

CPP 32.11 Wed 18:00 H34
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Dynamic nuclear spin polarization in lead halide perovskites
— eNataLia KoprTeval, Dennis Kupracik!, Marek KARrzeL!,
MrapeEN KoTur!, DMITRI YakovLiEv!, OLEH HorpIiicHUK2, OLGA
NazarReENKO2, DMmITRY DIrIN2, MaksyM KovaLEnko?3, and MAN-
FRED BAYER! — lExperimentelle Physik 2, TU Dortmund, 44221
Dortmund, Germany — 2Laboratory of Inorganic Chemistry Depart-
ment of Chemistry and Applied Biosciences, ETH Ziirich, CH-8093
Ziirich, Switzerland — 3Laboratory for Thin Films and Photovoltaics
Empa-Swiss Federal Laboratories for Materials Science and Technol-
ogy, CH-8600 Diibendorf, Switzerland

Lead halide perovskites are promising for applications in spintronics

due to the nanosecond coherence time of the resident carriers [1]. The
primary source of losing spin coherence is the interaction with the fluc-
tuating nuclear spin environment [2]. Optically oriented carrier spins
polarize nuclei, which create an Overhauser field. Due to the differ-
ent strengths of the hyperfine interaction with the nuclear spins, the
electron and hole experience different magnitude and directions of the
Overhauser field. To study the degree of nuclear spin polarization and
fluctuation, we investigate the interaction of resident and optically
created carrier spins with nuclei using the Hanle effect in the tilted
magnetic field in bulk formamidinium caesium lead iodine bromide.

[1] V. V. Belykh et al., Nat. Commun. 10, 673 (2019)

[2] I. A. Merkulov et al., Phys. Rev. B 65, 205309 (2002)

CPP 33: Focus Session: Soft Matter and Nanocomposites: New Opportunities with Advanced
Neutron Sources 1

organized by Stephan Forster (FZ Jiilich), Thomas Gutberlet (FZ Jiilich), Peter Miiller-Buschbaum

(TUM) and Walter Richtering (RWTH Aachen)
Time: Thursday 9:30-11:15

Invited Talk CPP 33.1 Thu 9:30 H38
Cooperative and non-Gaussian dynamics of entanglement
strands in polymer melts — eMAaRGARITA KRUTEVAL, MICHAELA
ZampoNi?, INco HorFMANNS | JURGEN ALLGAIER!, LuTz WILLNER!,
ANDREAS WISCHNEWSKI!, MICHAEL MONKENBUSCH!, and DIETER
RicHTER! — !Forschungszentrum Jiilich GmbH, Jiilich Centre for
Neutron Science (JCNS-1: Neutron Scattering and Biological Mat-
ter), 52425 Jiilich, Germany — 2Forschungszentrum Jiilich GmbH,
Jilich Centre for Neutron Science at MLZ, Lichtenbergstrafie 1, 85748
Garching, Germany — S3Institut Laue-Langevin (ILL), B.P. 156, F-

38042 Grenoble Cedex 9, France

We report neutron spin echo investigations on the motion of short
tracer chains in highly entangled melts [1,2]. The tracers were found
to undergo sub-diffusion behavior. Unexpectedly the sub-diffusion is
limited by a distance very close to the tube diameter of the respective
highly entangled host. The cross-over distance to Fickian diffusion,
thereby, is independent of the tracer’s length. The Fickian diffusivity
agreed with the macroscopic results. We found that the Rouse dynam-
ics of the tracers is strongly non-Gaussian with a related segment dis-
placement distribution narrower than the Gaussian counterpart. These
results were understood as a consequence of highly cooperative motion
of the tracers with the host that mirrors the host dynamics within the
tube. The phenomena were found both in a polyolefin (polyethylene)
as well as in a polyether (polyethylene-oxide) indicating their general-
ity. (1) Zamponi, M. et al. Phys. Rev. Lett. 2021, 126 (18), 187801.
(2) Kruteva, M. et al. Macromolecules 2021, accepted.

CPP 33.2 Thu 10:00 H38

Molecular weight dependent dynamics of polymers grafted
on nanoparticles. — eAakasu SHARMA!, MARGARITA KRUTEVAL,
MICHAELA ZAMPONIZ, SascHA EHLErRT!, DIETER RicHTER!, and
STEPHAN FORSTER! — !Forschungszentrum Jiilich GmbH, Jiilich Cen-
tre for Neutron Science (JCNS-1: Neutron Scattering and Biological
Matter), 52425 Jiilich, Germany — 2Forschungszentrum Jiilich GmbH,
Jilich Centre for Neutron Science at MLZ, Lichtenbergstrafie 1, 85748

Garching, Germany

Grafting polymer chains on nanoparticles prevents their undesired ag-
gregation leading to improved properties. Whereas, grafting induces
inevitable alteration in the dynamics of polymer chains, which affects
macroscopic properties e.g. viscoelasticity. It has been established
that the polymer chain dynamics is retarded in grafted chains. How-
ever, literature lacks consensus on whether the segmental dynamics
of grafted chains is accelerated or retarded. We study the segmen-
tal dynamics of polyisoprene grafted on spherical nanoparticles using
neutron backscattering. The analysis of relaxation times led to the
conclusions: (i) Low molecular weight (MW) grafted polymer display
reduced local relaxation (ii) At high MW and equal grafting density
faster segmental dynamics than the free polymer is observed. We prove
that these conflicting results are seemingly artifacts of the traditional
analysis method. We invoke an elegant methodology and show that
the underlying physics of grafted polymer is unchanged. However, spa-
tial variation of the relaxation times across the grafted chain causes
the average dynamics to transition with molecular weight.
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CPP 33.3 Thu 10:15 H38
Structure and Dynamics of Polymer Brushes and Microgels
at Interfaces measured with Neutron Scattering — eOLAF
Horperer! and STEFAN WELLERT? — 1Jiilich Centre for Neutron
Science at MLZ, Forschungszentrum Jiilich GmbH, 85748 Garching,
Germany — ?Department of Chemistry, Technische Universitit Berlin,
10623 Berlin, Germany

It is an experimental challenge to access structural and dynamic prop-
erties of brushes and microgels at the solid liquid interface [1]. Neutron
scattering techniques such as Grazing Incidence Small Angle Neutron
Scattering (GISANS) for structural investigations and Grazing Inci-
dence Neutron Spin Echo Spectroscopy (GINSES) provide a means
of studying structural and dynamic properties on molecular length
scales at the interface. Simulations of the experimental conditions in
the framework of the Distorted Wave Born Approximation help in-
terpreting the static and dynamic scattering signals [2]. Examples of
thermoresponsive microgels with different architecture and brushes at
the interface are presented to illustrate the possibilities and challenges
of this type of interface studies.

[1] J. Witte, T. Kyrey, J. Lurtzki, A.M. Dahl, M. Kithnhammer, R.
von Klitzing, O. Holderer, S. Wellert, ACS Appl. Polym. Mater. 2021,
3, 2, 976-985

[2] T. Kyrey, M. Ganeva, J. Witte, R. von Klitzing, S. Wellert, O.
Holderer, J. Appl. Cryst. (2021) 54, 72-79

CPP 33.4 Thu 10:30 H38
In-situ neutron reflectometry measurements of polyelec-
trolyte diffusion in Layer-by-Layer films in aqueous solution
at ILL — e ANNEKATRIN SiLL!, HErko AHRENs!, OLAF SOLTWEDELZ,
PuiLipp GuTFREUNDS, and CHRisTIANE A. HeLm! — 1University
of Greifswald, Institute of Physics, D-17489 Greifswald, Germany —
2Technische Universitat Darmstadt, Institute for Condensed Matter
Physics, D-64289 Darmstadt, Germany — SInstitut Laue-Langevin,
F-38042 Grenoble, France

Up to now, we measured vertical polyelectrolyte diffusion in Layer-by-
Layer films by immersing the film for a defined amount of time in the
annealing solution. Then the film was dried, and a snapshot was taken.
With the snapshot method, one can get good results, but we wanted
to develop an improved method. For the first time, the dynamics of
our films were studied in-situ at the Institut Laue-Langevin (ILL) on
instrument D17. This neutron reflectometer with horizontal scattering
geometry is suitable for in-situ measurements, using wavelengths from
2 to 27 A with great flexibility in resolution. We used the slab architec-
ture with selective polyanion deuteration to study vertical polyanion
diffusion. As polycation linear PDADMA was used, PSS/PSSd was the
polyanion. Each film consisted of a protonated and a deuterated slab.
Varied were the salt concentration and the temperature of the anneal-
ing solution. The diffusion constant was determined and compared to
the snapshot measurements in air.

CPP 33.5 Thu 10:45 H38
Kinetics of mesoglobule formation and dissolution in solu-
tions of thermoresponsive polymers after fast pressure jumps
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— Barr-JaN NiEBUUR!, LEONARDO CHIAPPISIZ, ALFONS SCHULTES,

and eCHRISTINE M. Papapakis! — !Technical University of Munich,
Physics Department, Garching, Germany — 2Institut Laue-Langevin,
Grenoble, France — 3University of Central Florida, Department of
Physics and College of Optics and Photonics, Orlando FL, U.S.A.

The thermoresponsive polymer poly(N-isopropylacrylamide) (PNI-
PAM) features lower critical solution temperature behavior in aqueous
solution with the cloud point depending on pressure [1]. Fast pressure
jumps across the coexistence line in combination with time-resolved
small-angle neutron scattering elucidate the pathways of mesoglobule
formation and disintegration over a wide range of length scales with a
time resolution of 50 milliseconds. Varying the start and target pres-
sures gives insight into the role of thermodynamic and kinetic factors
governing mesoglobule formation [2,3]. For disintegration, the osmotic
pressure of the solvent within the mesoglobules is the decisive factor
for the mechanism and the time scales [4]. These results are of im-
portance for applications of thermoresponsive polymers as switches.
1. B.-J. Niebuur et al., ACS Macro Lett. 6, 1180 (2017). 2. B.-J.
Niebuur et al., ACS Macro Lett. 7, 1155 (2018). 3. B.-J. Niebuur
et al., Macromolecules 52, 6416 (2019). 4. B.-J. Niebuur et al., RSC
Nanoscale 13, 13421 (2021).

CPP 33.6 Thu 11:00 H38
Simultaneous SAXS/SANS method: A novel nanoanalyti-

cal tool — eEzzeLDIN METWALLIY, KLAUS GoTz!, ToBias Zecu?,
CurisTIAN BAR!, ANNE MARTEL?, LioNEL Porcar?, and ToBias
UNRUH! — llnstitute for Crystallography and Structural Physics
(ICSP), Friedrich-Alexander-Universitdt Erlangen-Niirnberg, Staudt-
str. 3, 91058 Erlangen, Germany — 2Institut Laue-Langevin, 71, Av-
enue des Martyrs, Grenoble, 38042, France

Exploiting X-ray and neutron beams at the same sample volume en-
ables unprecedented investigations of nanomaterials using small angle
scattering (SAS) technique. A portable small angle X-ray scattering
(SAXS) instrument with a proper geometrical dimension was success-
fully designed, constructed and implemented at D22 zone of Institut
Laue Langevin (ILL) in France for simultaneous SAXS/SANS exper-
iments. Compared with an independent experimental approach, the
simultaneous SAXS/SANS experimental approach ensures the exact-
ness of the probed samples, especially for time-resolved studies. The
SAXS/SANS experimental setup will indispensably permit to instan-
taneously analyse and understand the complicated correlated nanos-
tructures of two different types of nanoscale components in the same
sample volume. For instance, a temporal structural cross-correlation
between organic stabilizing agent (cetyltrimethylammonium bromide;
CTAB micelles) and gold seeds, which cooperate in the formation of
different size/shape of large stabilized gold nanorods during the syn-
thesis process 1] was successfully probed. [1] T. Zech, et.al., Part Part
Syst Charact, 39, 2100172, 2022.

CPP 34: Hydrogels and Microgels

Time: Thursday 9:30-10:15

CPP 34.1 Thu 9:30 H39
Simulations explain the Swelling Behavior of Hydrogels with
Alternating Neutral and Weakly Acidic Blocks — eDaviD
Bever!, PETER Kosovan2, and CurisTian Horm! — lInstitute for
Computational Physics, University of Stuttgart, D-70569 Stuttgart,
Germany — 2Department of Physical and Macromolecular Chemistry,
Charles University, Prague, Czechia

We use computer simulations to study a coarse-grained model of a weak
(pH-responsive) polyelectrolyte hydrogel which consists of a covalent,
regular tetra-functional network of four-armed neutral and acidic stars,
coupled to a reservoir of small ions. A similar system consisting of
tetrapoly-(acrylic acid) and tetrapoly(ethylene glycol) was recently in-
vestigated experimentally by the Sakai group. To model the ionization
equilibrium of the weak groups and the exchange of small ions with
the reservoir, we make use of the recently developed Grand-Reaction
Monte-Carlo method (G-RxMC). We determine the free swelling equi-
librium for different salt concentrations and pH values of the reser-
voir. The results for the swelling ratio are in good agreement with the
experimental data for high and intermediate pH values. We obtain
titration curves which display a significant deviation from the ideal
Henderson-Hasselbalch equation due to charge correlations and Don-
nan partitioning. Contrary to a previous conjecture, our results show
that counterion condensation does not explain the observed swelling
behavior. Finally, we investigate the gel structure and observe that
the swelling is dominated by the stretching of the acidic blocks.

CPP 34.2 Thu 9:45 H39
Importance of pH in Synthesis of pH-Responsive Cationic
Nano- and Microgels — eMAaARrRcO ANNEGARN, MAXIM DIRKSEN,
and THoMAs HELLwEG — Department of Physical and Biophysical
Chemistry, Bielefeld University, Universitatsstrafte 25, 33615 Bielefeld,
Germany

While cationic nano- and microgels are potentially useful for trans-
fection of cells or the immobilization of biomacromolecules, their syn-
thesis often has certain drawbacks regarding size, polydispersity, yield
and incorporation of the cationic comonomer. Since many cationic
comonomers like primary or secondary amines are pH-responsive,
their charge relies on the surrounding pH. Therefore, a range of
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poly(N-isopropylacrylamide) (PNIPAM) microgels with the primary
amine N-(3-aminopropyl)methacrylamide hydrochloride (APMH) as
the cationic comonomer were synthesized at different reaction pH.
The microgels were analyzed with respect to their size, thermore-
sponsive swelling behavior, synthesis yield, polydispersity and APMH-
incorporation.

The results show that the reaction pH has a strong influence on on
all the mentioned parameters and can be utilized to tailor the microgels
properties. While the influence of the pH on such microgels has been
examined repeatedly after synthesis, the influence of the reaction pH
during synthesis is mostly ignored. Hence, a precise pH-control dur-
ing the synthesis of microgels with pH-responsive moieties is crucial to
gain reproducible and comparable results.

CPP 34.3 Thu 10:00 H39
Behaviour of a magnetic nanogel in a shear flow — elvan
Novikaul, ExaTERINA Novak?, ELENA Pvanzina?, and Soria
KanTorovicab2 — MUniversity of Vienna, Austria — 2Russia

Magnetic nanogels (MNG) are promising magneto-controllable drug
carriers. In order to develop this potential, one needs to study MNG’s
behavior in various microfluidic systems, one of which can be modelled
as a channel with a given flow.

Considering the size of the MNG and typical time and velocity scales
involved in their nanofluidics, experimental characterisation of the sys-
tem is challenging. In this work, we perform molecular dynamics (MD)
simulations combined with the Lattice-Boltzmann (LB) scheme aim-
ing at describing the impact of the shear rate on the shape, magnetic
structure and motion of an MNG.

We find that in a shear flow, the centre of mass of an MNG tends to
be in the centre of a channel and to move, preserving the distance to
both walls. The MNG monomers along with translation are involved
in two more types of motion, they rotate around the centre of mass and
oscillate with respect to the latter. It results in synchronised tumbling
and wobbling of the whole MNG accompanied by its volume oscillates.
We show that the volume oscillations and rotations are two faces of
the same periodic process whose frequency is a growing function of the
shear rate and depends on strength of magnetic interaction between
magnetic nanoparticles. We demonstrate that the oscillations of the
volume lead to the periodic changes in MNG magnetic energy.
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CPP 35: 2D Materials 8 (joint session DS/CPP)

Time: Thursday 9:30-11:30

CPP 35.1 Thu 9:30 H17
Calculation of Elastic Properties in Monolayer Covalent-
Organic Frameworks — eDavib BobprsuemM!, ANTONIOS

Raprakis!, JonaTHAN HEINZE!, AREzZOO Dianar!, RoBERT BIELE!,
ALEXANDER CRroY?, and GIANAURELIO CUNIBERTI! — 1TU Dresden,
Dresden, Germany — 2FSU Jena, Jena, Germany

Covalent-Organic Frameworks (COFs) are crystalline porous materials
that are based on organic monomeric units, so called building blocks.
Through recent experimental progress, mono- and few-layer COF ma-
terials have been synthesized, providing a new class of 2D materi-
als.[1,2] From a computational point of view, however, accurately cal-
culating properties of these materials is demanding as their unit cells
are usually very big. In this work, we calculate elastic properties for
a multitude of 2D COFs in a high-throughput manner. The calcula-
tions are based on classical force-fields and are compared with higher
level of theory like density functional based tight binding (DFTB). We
show how force-fields can be very useful for mechanical property cal-
culation, how their accuracy can be improved, and typical fallacies for
2D COFs. Furthermore, we introduce models to predict mechanical
properties from the properties of their monomeric building blocks.[3]
This paves the way for accurate multiscale modeling, high-throughput
calculations, and materials design with properties on demand.

[1] A. Ortega-Guerrero, et al. ACS Appl. Mater. Interfaces, 13, 22,
26411-26420 (2021).

[3] Z. Wang, et al., Nat. Synth., 1, 69-76 (2022).

[3] A. Raptakis, et al. Nanoscale, 13, 1077 (2021).

CPP 35.2 Thu 9:45 HI17
Light-Matter Interaction in 2D Polar Metals
eMAaRcAUX LassaUNIERE!, WEN HEg2, KaTHARINA Nisi', SHRUTI
SUBRAMANIAN3,  Siavasu RaAJABPOUR®, ALEXANDER VERAS,
NatuaLie Bricas®, Su Yine Quek?, Josnua Rosinson®, and Ur-
suLA WURSTBAUER! — llInstitut of Physics, Miinster University,
Germany — 2Department of Physics, National University of Singa-
pore, Singapore — 3MatSE; Center for 2DLM; ATOMIC; 2D Crystal
Consort.; Penn State University, USA

Understanding and controlling the light-matter interaction in thin
metal films is of high technological relevance. Here, we study the
linear optical response of atomically thin 2D gallium, 2D indium as
well as their alloys embedded in half-van der Waals heterostructures
by spectroscopic imaging ellipsometry. The thin films are prepared
via confinement heteroepitaxy (Chet). In a systematic study of the
dielectric functions, we separate free and bound electron contributions
to the optical response, with the latter pointing towards the existence
of thickness-dependent quantum confinement phenomena and epsilon
near zero (ENZ) behaviour [1]. The resonance energies of the observed
ENZ behaviour are dependent on the number of atomic metal lay-
ers, materials, and alloying [2]. Their tunability makes 2D polar met-
als attractive for quantum engineered metal films, tunable (quantum-
)plasmonics and nano-photonics.

[1] K. Nisi et al. Adv. Mater. 2021, 2104265

[2] S. Rajabpour et al. Adv. Funct. Mater. 2020, 2005977

CPP 35.3 Thu 10:00 H17
Layer dependent anisotropic dielectric function of the mag-
netic semiconductor CrSBr — ePIERRE-MAURICE PIEL!, MAR-
cAUX LassauNiERE!, JuLiaN KLEIN?, and UrsuLa WURSTBAUER! —
nstitute of Physics, Muenster University, Germany — 2Department
of Materials Science and Engineering, Massachusetts Institute of Tech-
nology, USA

The van der Waals (vdW) material CrSBr is a 2D magnetic semicon-
ductor with ferromagnetic ordering within each layer. Adjacent layers,
however, are coupled antiferromagnetically. As a vdw semiconductor
with a direct band gap, the light matter interaction is determined by
strong excitonic resonances that are highly anisotropic in the crystal
plane. We experimentally determine the complex dielectric function
in the near infrared to visible regime along the two main crystal direc-
tions by spectroscopic imaging ellipsometry (SIE) measurements and
regression analysis to a multilayer model. Unlike other vdW semi-
conductors such as MoS2 or WSe2 [1], the rich excitonic signatures
in the dielectric function are highly anisotropic and show only minor
distinct dependence on the number of layers. Even more striking, we
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find that the excitonic resonance are better pronounced for multilayer
compared to monolayer CrSBr with significantly reduced line-width
even at room temperature. [1] Wurstbauer et al. J. Phys. D: Appl.
Phys. 50, 173001 (2017).

CPP 35.4 Thu 10:15 H17
Tracing the Superconducting Phase Transition in Atomically
Thin 2D Polar Gallium by Transport and Spectroscopic El-
lipsometry — eJakos HENz!, MarRcAUX LaAssuNIERE!, PIERRE-
Maurice PieL!, SiavasH RajaBPOURZ, ALEXANDER VERAZ, JOSHUA
Rosinson?, and UrsuLa WURsSTBAUER! — lInstitute of Physics,
Muenster University, Germany — 2MatSE; Center for 2DLM; Atomic;

2D Crystal Consort, PennState University, USA

Half van der Waals 2D polar metals are a novel class of 2D materials,
realized by confinement heteroepitaxial growth (CHet). Hereby, metal
atoms such as gallium or indium are intercalated between graphene and
a silicon carbide substrate. This results in large area, environmentally
stable, 2D metals with a bonding gradient in z-direction ranging from
covalent over metallic to vdW within only two to three atomic layers.
The materials feature interesting properties such as superconductivity!
and a large plasmonic response in the visible range?. 2D gallium is
studied by temperature dependent spectroscopic ellipsometry and
transport measurements down to below 1K. We extract the dielectric
function in the visible to near infrared range with a special focus on
signatures across the phase transition from metallic to superconduct-
ing behavior unambiguously identified from the abrupt drop in the
temperature dependent sheet resistance at the transition temperature
Tc of about 3.5 K.

1 S. Rajabpour et al., Adv. Mater. 2104265 (2021)
2 Nisi et al., Adv. Funct. Mater. 2005977, 1-11 (2020)

CPP 35.5 Thu 10:30 H17
Epitaxial growth of Fe;_,GeTes films with a Curie tempera-
ture above 300 K on graphene — Hua Lv', Jens HERFORT!,
JURGEN SCHUBERT2, MIcHAEL HANKE!, MANFRED RAMSTEINER!,
and eJoao MarceLo J. Lopes! — 'Paul-Drude-Institut fiir Festkor-
perelektronik, Leibniz-Institut im Forschungsverbund Berlin e.V., Ger-
many — 2Peter Griinberg Institut (PGI-9), Forschungszentrum Jiilich,

Germany

Synthesis of magnetic 2D materials exhibiting transition temperatures
at or above 300 K is a crucial step towards the development of ultra-
compact spintronic devices. Here, we report our recent progress on
epitaxial growth of the 2D ferromagnet Fes_,GeTea via MBE on
graphene on SiC(0001). Thin films with a thickness of about 10 nm and
different Fe concentrations were studied. Characterization performed
with methods such as in-situ RHEED and grazing incidence X-ray
diffraction confirmed the formation of epitaxial layers with good crys-
talline quality. Magneto-transport measurements and SQUID magne-
tometry were employed to assess the electrical and magnetic properties.
They reveal that the MBE-grown Fes_,GeTea exhibits a metallic be-
havior for all investigated Fe concentrations. In addition, composition-
dependent magnetic anisotropies and Curie temperatures (T'¢) were
deduced. For the Fe content close to 5, a predominant easy out-of-plane
orientation and T well above 300 K were measured. These results
are relevant for the further development of wafer-scale fabrication of
magnetic 2D materials aiming at the realization of multifunctional,
atomically thin devices.

CPP 35.6 Thu 10:45 H17
Antisymmetric magnetoresistance in a Fe3zGeTez-Fe3GeTey
van der Waals ferromagnetic homojunction eJAN
BARENFANGER!, KENJI WaranaBe?, Takasui TanNicucHi?,
Jonatnan Eroms!, Dierer Weiss!, and Mariusz Ciorcal —
Mnstitut fiir Experimentelle und Angewandte Physik, Universitit
Regensburg, 93040 Regensburg, Germany — 2NIMS, 1-1 Namiki,
Tsukuba, Ibaraki 305-0044, Japan

The emergence of novel two-dimensional (2D) magnetic van der Waals
(vdW) materials have breathed new life into the field of spintronics.
The weak vdW interaction between layers of strong covalent bonds
enables the exfoliation of these materials down to monolayers. Fur-
thermore, vdW heterostructures can easily be fabricated by stacking
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them on top of each other like LEGO blocks, bringing a platform for
novel spintronic devices. Here, we report an antisymmetric magnetore-
sistance (MR) in an Fe3GeTe2- Fe3GeTe2 (FGT) vdW homojunction.
We attribute it to eddy currents emerging at the interface of the an-
tiparallel, perpendicular-to-plane magnetized FGT flakes, due to the
different sign of the anomalous Hall effect in both flakes. These eddy
currents perturb the measured longitudinal resistance, resulting in the
observed antisymmetry. Such an interpretation is supported by the
observation of a sign change of the MR when measuring the voltage
drop along the opposite edges of the transport channel . This work
highlights the potential for new spintronic applications using vdW fer-
romagnets.

CPP 35.7 Thu 11:00 H17
Charge-transfer stabilization, modulation doping, and CDW

phase in layered ferecrystal heterostructures — eFaBIAN
GOHLER!, SHRINIDHI RAMASUBRAMANIAN', Sanam K. Rajak!,
NieLs Roscu!, ApriaN ScutTze!, SusanNeE WoLFF!, MAaRIsa
CuorreL?, DMmiTr L. M. Corpova2?, Davip C. Jounson?, and

TuaoMmas SEYLLER! — Chemitz University of Technology, 09126
Chemnitz, Germany — 2University of Oregon, Eugene 97403, USA

A virtually unlimited number of metastable, layered heterostructures -
called ferecrystals due to the non-epitaxial alignment between layers -
can be grown via the self-assembly of layered amorphous precursors. [1]
In this contribution, we want to highlight recent investigations on the
electronic structure and interlayer interactions in several series of com-
pounds using photoemission spectroscopy (PES).

In the Bi-Mo-Se system, the formation of the metallic 1T-polytype
of MoSes is aided by charge transfer from rock-salt structured BiSe.
By systematically stacking BiSe, Bi2Se3, and MoSe2, the mechanisms
which stabilize these structures can be understood. [2]

Compounds prepared from PbSe and VSez layers show charge trans-
fer between layers as well, allowing to tune transport properties via

modulation doping. Additionally, the emergence of a charge density
wave in the VSez layers has been reported below 100 K [3], and was
investigated by angle-resolved PES.

[1] Esters et al., Angew. Chem. Int. Ed. 54, 1130 (2015).

[2] Géhler et al., J. Phys. Chem. C 125, 9469 (2021).

[3] Cordova et al., Chem. Mater. 31, 8473 (2019).

CPP 35.8 Thu 11:15 H17
Impact of opto-electronic measurements on the properties
of hexagonal boron nitride as a dielectric — eJo BerTRAM!,
Luca KoTtewitz!, MANFRED ERsrFELD!, FRANK VoOLMER!, KENJI
WaTANABE2, TakasHl TanNicucHr®, CHRISTOPH STAMPFER!, and
BERND BEscHOTEN! — 12nd Institute of Physics and JARA-FIT,
RWTH Aachen University, 52074 Aachen, Germany — 2Research Cen-
ter for Functional Materials, National Institute for Materials Science,
Tsukuba, Japan — 3International Center for Materials Nanoarchitec-

tonics, National Institute for Materials Science, Tsukuba, Japan

Hexagonal boron nitride (hBN) serves as an atomically flat, insulating
substrate for a large variety of 2D heterostructures. However, recent
opto-electronic experiments showed that optically triggered leakage
currents passing through hBN pose a serious bottleneck for reliable
gating of 2D semiconductors [1]. Motivated by these observations, we
report on photo-induced charge transport through hBN in graphite-
hBN-graphite devices. Furthermore, we examine the impact of illumi-
nating hBN employed as a gate dielectric on the charge carrier density
of graphene Hall bar devices. Our results indicate that hBN exhibits
optically active electronic states, which partially screen the gate elec-
tric field under light illumination. Interestingly, we observe a strong
asymmetry of this effect for positive and negative electric fields show-
ing that hBN does not behave as an ideal dielectric within the plate
capacitor model especially in opto-electronic experiments.
[1] F. Volmer et al., Phys. Status Solidi RRL 14, 2000298 (2020)

CPP 36: Complex Fluids and Soft Matter 2 (joint session DY /CPP)

Time: Thursday 10:00-11:30

CPP 36.1 Thu 10:00 HI18

Underscreening in the Restricted Primitive Model —
e ANDREAS HARTEL — Institute of Physics, University of Freiburg,
Germany

Electric double layers occur where charges are screened by other
charges, for instance, when charged surfaces of electrodes, colloids,
or cells are exposed to electrolytes (mobile ions in a solvent). Increas-
ing the concentration of mobile ions leads to more efficient screening,
if concentrations are sufficiently low. At high concentrations, however,
the screening by finite-sized ions becomes less efficient than those of
point-like ions due to packing, an effect called underscreening. Some
experiments report underscreening as a strong effect that follows some
universal scaling [1], but the observation could not been explained by
theoretical models yet. Conversely, independent theoretical studies
actually ruled out the most important model for electrolytes of finite-
sized ions as a candidate able to explain underscreening, namely the
restricted primitive model [2]. In this talk I will discuss in which sense
underscreening can and cannot be found in the restricted primitive
model and in which sense the effect follows some universal scaling. I
will support the discussion by recent theoretical results obtained from
simulations and liquid state theories.

[1] Lee et al., Underscreening in concentrated electrolytes, Faraday
Dicuss. 199, 239 (2017).

[2] Cats et al., Primitive Model Electrolytes in the Near and Far
Field: Decay Lengths from DFT and Simulations, J. Chem. Phys.
154, 124504 (2021).

CPP 36.2 Thu 10:15 HI18
Reciprocal and nonreciprocal eigenmodes of viscoelastic flu-
ids — eJuLiaNa CaspERrs', CLEMENS BECHINGER?, NikoLas Ditz2,
MarTHias Fucus?, FrELix GinoT?, KarTHIKA KRisana Kumar?2,
Luis FrIEDER REINALTER?, and MarTHias KROGER! — lInstitute
for Theoretical Physics, Georg-August Universitat Gottingen, 37073
Gottingen, Germany — 2Fachbereich Physik, Universitit Konstanz,
78457 Konstanz, Germany

Complex fluids such as wormlike micellar solutions are in general non-
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Markovian. In equilibrium, their behavior is often well approximated
by a simple Maxwell model with one characteristic timescale [1]. Re-
coil experiments, after a colloidal probe has been sheared through the
solvent, however, displayed a double-exponential relaxation [2]. We
found excellent agreement of our measurements with a linear two-bath
particle model. Depending on whether the optical trap which confines
the probe is turned on or off, we find two sets of eigenmodes in our
model, corresponding to either nonreciprocal (trap on) or reciprocal
(trap off) forces. Using different recoil protocols as well as equilibrium
mean square displacement measurements we confirmed the existence of
these two different sets of timescales with experiments. Finally, for lin-
ear systems, we find a Volterra relation between two memory kernels,
characterizing reciprocal and nonreciprocal forcing.

[1] F. Ginot, J. Caspers, M. Kriiger, C. Bechinger. Phys. Rev. Lett.
128, 028001 (2022)

[2] F. Ginot, J. Caspers, L. F. Reinalter, K. Krishna Kumar, M.
Kriiger, C. Bechinger. arXiv:2204.02369 (2022)

CPP 36.3 Thu 10:30 HI18
Elastic Turbulence in von Karman geometry — eREINIER VAN
BueL and HoLGER STARK — Institut fiir Theoretische Physik, Tech-
nische Universitat Berlin, Hardenbergstr. 36, 10623 Berlin, Germany

Elastic turbulence, occurring in viscoelastic fluid flow at vanishing
Reynolds numbers, is an interesting flow state [1-4] and has been exper-
imentally studied in the von Karman geometry [1]. Elastic turbulence
is especially appealing for the mixing of fluids on the micron scale,
which is extremely challenging in Newtonian fluids where transport
relies on diffusion. Here, we present a fully three-dimensional numer-
ical investigation of the von Karméan flow using the Oldroy-B model
[4]. We observe a non-axisymmetric mode with four-fold symmetry
that drives the flow instability towards elastic turbulence and compare
it to results obtained from a linear stability analysis. By analyzing the
velocity fluctuations and defining an order parameter, we identify a
bistable flow state above a sub-critical transition, which switches be-
tween a weakly chaotic flow state and elastic turbulence and exhibits
hysteretic behavior. Furthermore, we reveal a sharp increase in the
flow resistance at the transition to elastic turbulence, which we at-
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tribute to the elastic contribution of the work performed at the open
side surface of the flow. Finally, an analysis of the spatial and temporal
velocity power spectra confirms the turbulent nature of the flow.

[1] A. Groisman and V. Steinberg, Nature 405, 53 (2000).

[2] R. Buel, C. Schaaf, H. Stark, Europhys. Lett. 124, 14001 (2018).

[3] R. Buel and H. Stark, Sci. Rep. 10, 1-9 (2020).

[4] R. Buel and H. Stark, Phys. Fluids 34, 4 (2022).

CPP 36.4 Thu 10:45 HI18
Coarsening dynamics of quasi 2D emulsions in free-standing
smectic films — eCurisTOPH KLOPP, TORSTEN TRITTEL, and RALF
STANNARIUS — Institute for Physics, Otto von Guericke University
Magdeburg, Germany

Hydrodynamic phenomena in thin films play a crucial role in biological
systems, in nature and modern technology. Various experimental and
theoretical studies explored, e.g., the motion of objects in quasi two-
dimensional films [1], the merging of inclusions [2-4] and the structural
change of emulsions during long-term observations. Here, we demon-
strate and describe the coarsening dynamics of emulsions formed by
smectic islands (flat circular regions) on liquid crystal bubbles in mi-
crogravity at the International Space Station (ISS). The smectic is-
lands form polydisperse, disordered arrangements representing quasi
2D emulsions. We analyze the time evolution of these ensembles that
proceed through direct island coalescence or the exchange of material
through the background film (Ostwald ripening). Coarsening is ubig-
uitous in liquid emulsions and foams, and important for their stability.
We compare our results with such systems and analyze the dominant
process for the 2D coarsening dynamics.

Acknowledgements: This study was supported by NASA, DFG and
DLR within the OASIS and OASIS-Co projects.

References: [1] A. Eremin et al., Phys. Rev. Lett., 107, 268301
(2011) [2] N. S. Shuravin et al., Phys. Rev. E, 99, 062702 (2019) (3] Z.
H. Nguyen et al., Phys. Rev. Research, 3, 033143 (2021) [4] C. Klopp
et al., Soft Matter 16 4607 (2020)

CPP 36.5 Thu 11:00 HI18
Phase transitions in the generalised chiral Lebwohl-Lasher
model — oPHILIPP ELsAsSER and ANjAa KuHNHOLD — Institute of
Physics, Albert-Ludwigs-University Freiburg, Germany

The behaviour of liquid crystals can be described by using the Lebwohl-
Lasher (LL) model, where unit vectors that resemble nematic directors
are positioned on a simple cubic lattice. Due to the interaction poten-

tial, which favours parallel orientations, this model is well suited to
analyse isotropic-nematic (IN) phase transitions.

There exist several extensions to this model with which its appli-
cability can get further enhanced. We use two combined extensions
to obtain the generalised chiral Lebwohl-Lasher model: We apply a
generalisation to tune the sharpness of the potential, as in the work
of Fish and Vink [1] and add a chiral term which is based on the
work of Memmer et al. [2]. In this system we study the phase transi-
tion properties with the help of Monte Carlo simulations. To identify
characteristic properties of the transitions, we apply finite-size scaling.
This allows us to determine chirality-sharpness parameter pairs with
which we can manipulate the nature of the transition between ordered
and disordered states [3].

[1] J. M. Fish, R. L. C. Vink, PRE 81, 021705 (2010).

[2] R. Memmer, O. Fliegans, PCCP 5, 558 (2003).

[3] P. Elsésser, A. Kuhnhold, PRE 105, 054704 (2022).

CPP 36.6 Thu 11:15 HI18
Systematic parametrization of non-Markovian dissipative
thermostats for coarse-grained molecular simulations with ac-
curate dynamics — eVIKTOR KLIPPENSTEIN and Nico F. A. Van
Der VEcT — Eduard-Zintl-Institut fiir Anorganische und Physikalis-
che Chemie, Technische Universitdt Darmstadt, 64287 Darmstadt,
Germany

The Mori-Zwanzig theory, in principle, allows to derive an exact equa-
tion of motion for coarse-grained degrees of freedom based on the dy-
namics of an underlying fine-grained reference system.|[1] Still, in prac-
tice the simultaneous representation of structural and dynamic prop-
erties in particle-based models poses a complicated problem, e.g. due
to the non-linearity of the exact coarse-grained equation of motion.
A viable approximate approach is to start from a conservative
coarse-grained force-field and to extend the standard Newtonian equa-
tion of motion used in molecular simulation with a linear generalized
Langevin thermostat. We demonstrate how such a thermostat can
be parametrized to correctly represent dynamic properties, both in
a purely bottom-up approach|2,3] or by applying iterative optimiza-
tion.[3] We consider the Asakura-Oosawa model as a test case.[3]
[1] V. Klippenstein, M. Tripathy, G. Jung, F. Schmid, and N. F. A.
van der Vegt, The Journal of Physical Chemistry B 125, 4931 (2021).
[2] V. Klippenstein and N. F. A. van der Vegt, The Journal of Chem-
ical Physics 154, 191102 (2021).
[3] V. Klippenstein and N. F. A. Van Der Vegt, The Journal of Chem-
ical Physics under review (2022).

CPP 37: Interfaces and Thin Films and Responsive and Adaptive Systems

Time: Thursday 10:30-13:00

Invited Talk CPP 37.1 Thu 10:30 H39
Non-equilibrium Properties of Thin Polymer
oGUNTER REITER! and SIvASURENDER CHANDRAN
IPhysikalisches Institut, Albert-Ludwigs Universitdt Freiburg —
2Department of Physics, Indian Institute of Technology Kanpur, Uttar
Pradesh 208016, India

Rapid industrial processes often freeze polymers in non-equilibrium
conformations, which, in turn, cause material properties that are sig-
nificantly different from the predictions of equilibrium theories. Thus,
by choosing appropriate processing pathways, we potentially can con-
trol macroscopic properties and performance of polymers. However,
due to our current lack of fundamental understanding of the behavior
of non-equilibrated polymers, we have to rely on empirical knowledge,
imposing trial-and-error approaches for achieving desired properties.
Considering these aspects, we discuss recent studies on polymer films
revealing that quantitative relations exist between properties and pro-
cessing pathways, suggesting possible relations for processing-induced
deviations in chain conformations. These relations propose that long-
living and long-ranged correlations between polymers have been in-
duced by processing, as indicated by the observation of relaxation
times much longer than known for equilibrated polymers. We present
an example where control of processing conditions for thin films al-
lowed to translate the molecular relaxations during equilibration into
a predictable lifting of macroscopic loads.

Films
2

CPP 37.2 Thu 11:00 H39

Water Induced Polymer Reorientation at a Polystyrene/
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Polyacrylic Acid Surface — XiaoMmer Li', MIRELA ENCHEvAZ,

KaLoian Kovnov!, Hans-JUrcEN Burt!, ELLEN Backus?, and
eRUDIGER BERGER! — 'Max Planck Institute for Polymer Research,
55128 Mainz, Germany — 2University of Vienna, Wahringer Strafe

42, 1090 Vienna, Austria

Polymers are capable of undergoing adaptation phenomena triggered
by exposure to liquids. Here we study the adaptation of copolymer
films formed by polystyrene and polyacrylic acid (PS/PAA) after water
exposure. We measured the dynamic advancing and receding contact
angles (CA) of water drops sliding down a PS/PAA film. We asso-
ciate the gradual increase in advancing CA with drop velocity to the
adaptation process to water. By applying adaptation theory, we esti-
mated the time constant of this adaptation process to be much smaller
than 1 s. The changes in contact angles may be caused by swelling of
the copolymer and/or by a reorientation of the hydrophilic segments
(PAA) towards the surface. Therefore, we performed vibrational sum
frequency generation (SFG) spectroscopy which is surface sensitive.
SFG experiments before and after exposing the copolymer to water
reveal a decrease in intensity of the vibrational band representing the
PS segments, suggesting a reorientation of the polymer groups at the
surface upon contact with water.

15 min. break

CPP 37.3 Thu 11:30 H39
Tailoring the Optical Properties of Sputter-Deposited Gold
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Nanostructures on Nanostructured TiO2 Templates based on
in situ GISAXS Determined Growth Laws — eSuzuE Lianc!,
WEI CHENY, SHANSHAN YIN!, StmMoN J. ScHAPER!, JoNAs DREWESZ,
Niko CarsTENs?, THomAas STRUNsKUs?, FraNz FauprL?, MARC
Genscu'3, MATTHIAS SCHWARTZKOPF?, STENPHAN V. RoTa®*, Ya-
JuN CHENG®, and PETER MULLER-BuscusauM!:® — 1TU Miinchen,
Physik-Department, LS Funktionelle Materialien, 85748 Garching —
2LS Materialverbunde, Institut fiir Materialwissenschaft, CAU, 24143
Kiel — 3DESY, 22607 Hamburg — 4Department of Fibre and Polymer
Technology, KTH, SE-100 44 Stockholm, Sweden — °NIMTE, CAS,

315201 Ningbo, China — SMLZ, TU Miinchen, 85748 Garching

Au/TiO2 nanohybrid materials have attracted significant attention
due to the outstanding optical, photocatalytic and photovoltaic perfor-
mance. We use customized polymer templating to achieve TiO2 nanos-
tructures with different morphologies. Au/TiO2 hybrid thin films are
fabricated by sputter deposition, meanwhile in situ GISAXS during the
deposition process is applied to in-depth understand the Au morphol-
ogy on the TiO2 templates. The resulting Au nanostructure is largely
influenced by the TiO2 template morphology. Based on the detailed
understanding of the Au growth process, characteristic distances can
be selected to achieve tailored Au nanostructures at different Au load-
ings. For selected sputter-deposited Au/TiO2 hybrid thin films, the
optical response with a tailored localized surface plasmon resonance is
demonstrated.

CPP 37.4 Thu 11:45 H39
Investigations of ultra-thin film behavior of polycarbonate on
inorganic surfaces — eHassaNn OMAR, PaurLiNA SzyMoNIAK, and
ANDREAS SCHONHALS — Bundesanstalt fiir Materialforschung und -
priifung (BAM), Berlin, Germany

Thin polymer films are of vital importance due to their low production
costs and wide range of applications in sensors, electronics, and coat-
ings. Their geometry is ideal for the study of confinement effects on the
thermodynamic properties and segmental dynamics of polymers. How-
ever, there is little research into these effects for main chain polymers
such as polycarbonate (PC). PC has important applications due to its
improved mechanical, optical, and thermal stability compared to other
polymers. For this investigation, films of PC ranging from 200 nm to
7 nm were prepared on both glass and silica substrates to measure
the dielectric and calorimetric behavior. The methodology consisted
of broadband dielectric spectroscopy (BDS), ellipsometry, atomic force
microscopy (AFM), and sum frequency generation (SFG). Using ellip-
sometry, the glass transition was shown to increase with decreasing
film thickness. This was further proved by BDS for glassy dynamics
for thin films employing different sample geometries (crossed electrode
and nanostructured capacitors). The properties and influence of the
adsorbed layer on the molecular mobility was also addressed by a com-
bination of AFM, SFG and BDS.

CPP 37.5 Thu 12:00 H39
Fabrication and Characterization of Hydrophobic Porous
Metallic Membranes for High-Temperature Applications
SARA CLARAMUNT!, eMuUHAMMAD KHURRAMZ, WALTHER
BeNzINGER!, MANFRED KrauT!, and Roranp DiTTMEYER! —
nstitute for Micro Process Engineering, Karlsruhe Institute of Tech-
nology, 76131 Karlsruhe, Germany — 2Institute for Physics, University
of Greifswald, 17489 Greifswald, Germany

Hydrophobic porous metallic membranes can be integrated into a mi-
croreactor for in-situ separation of steam at high temperatures. This
study investigates the fabrication and characterization of hydropho-
bic coatings on metallic substrates. Two different coating methods
were explored: (1) plasma enhanced-chemical vapor deposition to form
amorphous carbon silicon-doped a-C:H:Si:O thin films and (2) direct
immersion in fluoroalkyl silane (FAS-13) solution using dip coating to
form self-assembled monolayers. The results on wettability as well as
SEM images and Energy Dispersive Spectroscopy/Wavelength Depres-
sive Spectroscopy analyses indicate that the coated sintered stainless-
steel membranes are adequate as hydrophobic surfaces, maintaining
the porosity of the substrate and withstanding high temperatures. Es-
pecially the FAS-13 coating shows very good resistance to tempera-
tures higher than 250°C. These findings are of special significance for
the fabrication of porous metal membranes for the separation of steam
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in high-temperature applications.

CPP 37.6 Thu 12:15 H39
Superlatice deformation via uniaxial strain and its
pact on photoluminescence in PbS quantum dot thin films
— eJuLiaN E. Hecer!, Wrr Cuen!, Huavine Zuonc!, Tianx-
1a0 X1aol, ConstaNTIN HArRDERDZ, FaBIAN A. C. APFELBECK!,
ALEXANDER WEINZIERL!, REGINE BoLpT3, Lucas Scuraa®, Eric
EucniLer?, ANNA K. SamBaLE®, KoNRAD SCHNEIDER?, MATTHIAS
ScuwarTzKOPFZ, STEPHAN V. Rortu??, and PETER MULLER-
Buscusaumb® — ITU Miinchen, Physik-Department, LS Funk-
tionelle Materialien, 85748 Garching — 2DESY, 22607 Hamburg —
3Leibniz-Institut fiir Polymerforschung IPFDD, 01069 Dresden —
4Royal Institute of Technology KTH, 100 44 Stockholm — SMLZ, TU
Miinchen, 85748 Garching

Colloidal lead sulfide quantum dots (PbS CQDs) show high potential
for the application in flexible electronics, as they are solution proces-
sible with tunable optoelectronic properties. In thin films, PbS CQDs
form a superlattice morphology that tailors these optoelectronic prop-
erties. For instance, electronic coupling between adjacent PbS CQDs
is dependent on the inter-dot distance in the superlattice. In this
work, we investigate the superlattice deformation during applied ex-
ternal strain. For this, PbS CQDs thin films are prepared on flexible
PDMS substrates. The samples are investigated with in situ GISAXS
and photoluminescence measurements at different levels of strain to
correlate the deformation-induced morphological changes to the opto-
electronic performance.

im-

CPP 37.7 Thu 12:30 H39
The surface of electrolyte solutions is stratified — eYaIr Lit-
MAN, Kvuo-YanGg CHIANG, TAKAKAZU SEKI, YUKI NAGATA, and Mis-
cua BonN — MPI for Polymer Research, Mainz, Germany.

The electrical-double layer (EDL) model has been used during the last
two decades to describe the behaviour of ions at the water/air inter-
face, and also as a framework to analyze and interpret several types of
surface-selective experimental measurements. In this work, we present
a combination of surface-sensitive heterodyne-detected vibrational sum
frequency generation (VSFG) and ab initio based molecular dynam-
ics simulations to study the liquid/air interface of different aqueous
electrolyte solutions. Our VSFG measurements clearly demonstrate
that the EDL model is an incomplete microscopic picture to under-
stand the interface of NaCl, NaBr and NaCl aqueous solutions and
it is completely inappropriate for the NaOH and CsF cases. Based
on our simulations, we propose that the surface of electrolytes solu-
tions is stratified into two water layers, one depleted and the other
enriched with ions, creating an effective liquid-liquid interface buried
a few A inside the solution.

CPP 37.8 Thu 12:45 H39
A purely ionic voltage effect soft triod — eELaLyaAA MOHAMED,
SABINE JoOSTEN, and FrRANK MarrLow — Kaiser-Wilhelm-Platz 1,
45470 Miilheim an der Ruhr

Tontronics is a concept of connecting ionic transport, storage and reac-
tions with electronics. As ions are the language of nature and electrons
are the language of man-made information processing, connecting both
may lead to more understanding of nature as well as to new computa-
tional systems which might be called neuromorphic. In the last decade,
many iontronic devices were invented and studied. However, develop-
ing of iontronics requires the invention of more flexible devices. In
our lab we developed a purely ionic voltage effect soft triode (IVEST)
based on interfacial ion adsorption and redox oxidizer depletion. The
IVEST was built with no need of sophisticated or expensive materi-
als. This device is an electrochemical micro-cell, which consists of a
top electrode and two bottom electrodes. The basic idea of this de-
vice is to control the concentration and diffusion of ions by the voltage
applied on the top electrode. In different electrical circuit configura-
tions, it can show amplification or memory effects. The device had an
electrical current amplification reaching 52 and memory effects in the
electrical resistance lasting for up to 6 h. These values were achieved by
tuning an electrode interface, the electrolyte and diffusion properties.
They might be promising for neuromorphic applications.



Regensburg 2022 — CPP

Thursday

CPP 38: 2D Materials 9 (joint session HL/CPP/DS)

Time: Thursday 11:15-12:15

CPP 38.1 Thu 11:15 H36
Generating extreme electric fields in 1 2D materials by dual
ionic gating — eBENJAMIN Isaac WEINTRUB!, Yu-Line Hsien!2,
Jan N. KircueoF!, and KiriLL I. BoroTin! — 1Department of
Physics, Freie Universitét Berlin, Berlin, Germany — ?Department of
Mechanical Engineering, National Central University, Taoyuan City,
Taiwan

We demonstrate a new type of dual gate transistor to induce record
electric fields through two-dimensional materials (2DMs). At the heart
of this device is a 2DM suspended between two volumes of ionic liquid
(IL) with independently controlled potentials. The potential differ-
ence between the ILs falls across an ultrathin layer consisting of the
2DM and the electrical double layers above and below it, thereby pro-
ducing an intense electric field across the 2DM. We determine the
field strength via i) electrical transport measurements and ii) direct
measurements of electrochemical potentials of the ILs using semicon-
ducting 2DM, WSe2. The field strength across a bilayer WSe2 sam-
ple reaches 72.5 V/nm, the largest static electric field through the
bulk of any electronic device to date. Additionally, we create electric
fields strong enough to close the bandgap of 3-layer and 4-layer WSe2
(71.4 V/nm and 70.9 V/nm respectively). Our approach grants access
to previously-inaccessible phenomena occurring in ultrastrong electric
fields.

CPP 38.2 Thu 11:30 H36
Tip-enhanced Raman spectroscopy combined with other
Scanning Probe Microscopy Methods: Focus on 2D Materi-
als — eJana KaLBacova — HORIBA Jobin Yvon GmbH, Neuhofstr.
9, Bensheim 64625, Germany

New two dimensional materials are on the rise. After the wonder ma-
terial graphene, new materials such as MoS2, MoSe2, WSe2 have an
intrinsic bandgap and as such are opening new doors for semiconductor
applications. Raman spectroscopy offers information on the chemical
structure of materials but cannot provide information on the electronic
properties such as surface potential or photocurrent of our sample. Co-
localized measurements combining scanning probe microscopy (SPM)
with Raman spectroscopy can already bring a wealth of information;
however, further improvements can be obtained by a tip that will act
as an antenna and amplify the Raman signal and thus breaking the
diffraction limit in a method called Tip-enhanced Raman spectroscopy
(TERS). Typically spatial resolution of 10 - 20 nm can be achieved.
In this contribution, we investigate different 2D materials by a com-
bination of TERS, tip-enhanced photoluminescence, Kelvin probe mi-
croscopy, and other SPM methods to show very locally for example
doping variations or defects that would otherwise go unnoticed with
other macro- and microscopic techniques.

Location: H36

CPP 38.3 Thu 11:45 H36
Defects in 2D WS> monolayers ASWIN ASAITHAMBI!,
Roranp Kozusek!, FranceEsco ReALE?, ERiIK PoLLMANN!, MAR-
CcEL ZOLLNER!, CECILIA MATTEVI?, MARIKA SCHLEBERGER!, AXEL
Lorke!, and eGUNTHER PriNnz! — !Fakultit fiir Physik und
CENIDE, Universitit Duisburg-Essen, Germany — 2Department of

Materials, Imperial College London, UK

In this presentation, we report about optical characterization and ma-
nipulation of defects in tungsten disulfide (WS2) monolayers. WSa
is one prominent member of the 2D transition metal dichalcogenides
(TMDC). In these materials, defects and adsorbates can easily mod-
ify e.g., conductivity, optical properties, or even create single photon
emitters. For this study we used high quality WSz CVD-grown mono-
layers to purposely introduce defects via irradiating them with Xe30+
ions with different fluences [1]. Low temperature photoluminescence
(PL) spectra of these irradiated WS monolayers show two defect re-
lated broad bands, beside the excitonic contribution. By exposing
these flakes to laser light with powers up to 1.5mW, the intensity of
these two PL bands can be reduced. By comparing the intensity of the
excitonic contribution before and after this laser processing, we don’t
observe an increase in intensity, leading us to conclude, that the defects
aren’t getting healed. If the samples are heated to room temperature,
the defect luminescence recovers. To interpret our observation, we sug-
gest that the defects might be attributed to vacancy defects together
with adsorbates at different defect sites.

[1] A. Asaithambi et al., Phys. Status Solidi RRL 2021, 15, 2000466

CPP 38.4 Thu 12:00 H36
Large perpendicular field in bilayer TMD via hybrid molec-
ular gating — eSviarosLav KovaLcHuk!, ABHUEET KuMar!, Si-
MoN PEsseL!, KyrRyLo GREBEN!, DoMINIK CHRISTIANSEN?, MALTE
SeLiG2, ANDREAS KNORR?, and KiriLL BoroTin! — Department of
Physics, Quantum Nanoelectronics of 2D Materials, Freie Universitét
Berlin, Arnimallee 14, 14195 Berlin, Germany — 2Institut fiir Theo-
retische Physik, Nichtlineare Optik und Quantenelektronik, Technische
Universitiat Berlin, Hardenbergstr. 36, 10623 Berlin, Germany

We consider structures in which bilayer TMDs are sandwiched between
a layer of molecules and Si gate. We show that these structure allow
increasing, by a factor of 2, maximum electric field achievable in this
2D material. This in turn, allows reaching electric field >0.2 V/nm. In
MOS?2 this is sufficient to bring interlayer excitons IX into resonance
with either A or B intralayer excitons. We study coupling between
these excitons, and give an outlook on the new technique to achieve
large perpendicular electric fields detectable in optical measurements.

CPP 39: Molecular Electronics and Excited State Properties

Time: Thursday 11:30-13:00

CPP 39.1 Thu 11:30 H38
Fluorinated Acenes: Controlling Molecular Electronic Levels,
Crystalline Phases and Optoelectronic Properties — eDANIEL
Biscuor!, PuiLipp E. HormanN2, MarTHIAS W. TRIPP2, MARC
ZEPLICHALS, SEBASTIAN ANHAUSER!, ToBias BREUER!, SErcEr 1.
IvLEvZ, MARINA GERHARD!, ANDREAS TERFORT®, ULRICH KOERT?,
and GREGOR WiITTE! — !Fachbereich Physik, Philipps-Universitit
Marburg — 2Fachbereich Chemie, Philipps-Universitit Marburg —

3Goethe Universitat Frankfurt

Acenes serve as prototypical molecular materials to study structure-
property relationships. Here, we systematically analyze the influence
of the acene length and the degree of fluorination on their structure
and optoelectronic properties [1-3]. Our results show that the optical
gap decreases with increasing acene length, while the degree of flu-
orination determines the precise energy levels of the frontier orbitals
HOMO and LUMO, whereas the optical gap is barely affected upon
fluorination. Partial fluorination also influences the molecular electro-
static potential (MEP) and leads to a change in the molecular packing
from herringbone packing for pristine and perfluorinated acenes to a
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planar stacking motif. These structural changes also affect the pho-
toluminescence properties and induce a red-shifted PL for the stacked
molecules due to excimer formation. The presented insights are not
limited to acenes, but can be extended to other m-conjugated systems.
[1] P. E. Hofmann, et al. Angew. Chem. Int. Ed. 59, 16501 (2020).
[2] D. Bischof et al. J. Phys. Chem. C 125, 19000 (2021).
[3] D. Bischof et al. Chem. Eur. J. 28, 202103653 (2022).

CPP 39.2 Thu 11:45 H38
Time-resolved spectroscopy study of the dynamics of
charge transfer processes in strongly interacting organic
donor/acceptor compounds — eNico Horeprrz!, CHRISTOPH
P. Tureurer?, JuLian Hauscn?, KATHARINA Brocn?, WOLFRAM
HeiMBropT!, and MARINA GERHARD! — 1Department of Physics,
Philipps-Universitat Marburg, Germany — 2Institut fiir Angewandte
Physik, Universitdat Tiibingen, Germany
Doping of organic semiconductors with strong acceptor molecules is
an effective way to tailor their electronic properties. Here, we inves-
tigate the photoexcitation dynamics of blends of tetracene and the
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strong acceptor F4-TCNQ to better understand how acceptors alter
the transport of charge carriers and excitons. The mixtures feature a
phase of relatively pure tetracene as well as an intimately mixed phase.
In the mixed phase donor and acceptor molecules for charge transfer
complexes that efficiently quench excitons from the pure phases. That
leads to faster photoluminescence dynamics in the blends with respect
to neat tetracene. We investigate the low temperature photolumines-
cence through global analysis and find constrained dynamics in the
blends which we attribute to localization effects and energetic disorder
in the tetracene domains.

CPP 39.3 Thu 12:00 H38
Ultrafast excited states dynamics of two orthogonal molec-
ular photoswitches — eTansa ScumiTT!, L-Yun Hsu?, Eva
Brasco?, and PETrRA TEGEDER! — !Physical Chemistry, Ruprecht-
Karls-Universitat Heidelberg — 2Organic Chemistry, Ruprecht-Karls-
Universitat Heidelberg

Molecular photoswitches are widely used in physics, chemistry, biology
and material sciences. The use of multiple photoswitches at one time
opens diverse opportunities for further improved and more complicated
systems. This requires orthogonal addressability of the photoswitches
and ideally reversible processes. Herein, we report a mixture of two re-
versible and orthogonal photoswitches which could potentially be used
in four-dimensional printing. We report the first study of their ultra-
fast excited state dynamics when they are addressed orthogonally as
well as simultaneously to gain insight in their interaction. In addition,
the environmental influence of the excited state dynamics of the or-
thogonal photoswitches is examined using different solvents as well as
films.

CPP 39.4 Thu 12:15 H38
Charge Transfer and Singlet Fission in Pentacene/Acceptor
thin films — eMARTIN RIcHTER!, CHRIsTOPH THEURER2, DEBKU-
MAR Ranal3, Karnarina Brocn?, and PeTrRA TEGEDERDS —
1Physikalisch-Chemisches Institut, Universitit Heidelberg, Im Neuen-
heimer Feld 253/229, 69120 Heidelberg, Germany — 2Institut fiir
Angewandte Physik, Universitdt Tibingen, Auf der Morgenstelle 10,
72076 Tiibingen, Germany — 3Centre for Advanced Materials, Uni-
versitiat Heidelberg, Im Neuenheimer Feld 225, 69120 Heidelberg, Ger-
many

Singlet fission (SF) is a process where a singlet excited state is
converted into two triplet excited states. Since SF is exother-
mic in pentacene (PEN), it is an excellent material to inves-
tigate charge transfer (CT) interactions with electron acceptors.
Here, stacked bi-layers of PEN either with 2,3,5,6-tetrafluoro-7,7,8,8-
tetracyanoquinodimethane (F4-TCNQ) or 2,2-(perfluoronaphthalene-
2,6-diylidene)dimalononitrile (F6-TCNNQ) were investigated with
transient absorption spectroscopy. The experiments show formation
of triplet pairs, due to the SF process with a slightly slower time con-
stant compared to the pure PEN. Subsequently a separation of the
correlated triplet pair can be observed, a process that has been identi-
fied also in PEN thin films. A drastic reduction of the triplet lifetime
is extracted with both acceptors. Further, evidence for diffusion of
excitons to the interface followed by charge formation is found for lay-
ers with F4-TCNQ, supported by the shifting of an absorption band,

caused by electric fields.

CPP 39.5 Thu 12:30 H38
Understanding charge transfer excitations in Bacteriochloro-
phyll dimers from first principles — eZouREH HasHEMI',
MarTHias KnopT!, and Linn LepperT!:2 — lInstitute of Physics,
University of Bayreuth, Germany — 2MESA+ Institute for Nanotech-

nology, University of Twente, Netherlands

Bacteriochlorophyll (BCL) molecules are the main pigments driving
the primary excitation and charge transfer processes in photosynthetic
bacteria. They are organized in highly coordinated multichromophoric
complexes, embedded in protein, guaranteeing an efficient transfer of
excitation energy from the light harvesting antennae to the reaction
center where a charge transfer excitation triggers. In this contribu-
tion we focus on the electronic and excited state structure of BCL
monomers and dimers found in the reaction center and light harvest-
ing apparatus of the purple bacterium Rhodobacter sphaeroides. We
asses the accuracy of ab initio GW+Bethe-Salpeter equation approach
for BCL monomers considering a wide range of excitation energies,
and find excellent agreement with experimental data and correlated
wavefunction-based approaches. We also discuss notable differences to
results from state-of-the-art time-dependent density functional theory,
which can be traced back to the treatment of electron-hole interac-
tions in both methods [1]. For dimeric systems we show that the
energy and character of charge transfer excitations is strongly affected
by distance and orientation of the BCL molecules, providing an intu-
itive understanding for the role of these excitations in different parts
of the photosynthetic apparatus.

CPP 39.6 Thu 12:45 H38
Temperature Dependent Optical Transition in Zinc Phthalo-
cyanine Single Crystals — eLisa ScHRAUT-May!, SEBASTIAN
HamMmER!, KiLian Frank2, Berr Nicker?, and Jens Prraum!:3
— lExperimental Physics VI, Julius Maximilian University, 97074
Wiirzburg — 2Department of Physics and Center for Nano Science,
Ludwig Maximilian University, 80539 Munich — 3Bavarian Center for
Applied Energy Research, 97074 Wiirzburg

By its various polymorphs, Zinc Phthalocyanine (ZnPc) serves as an
excellent model system to study the interplay between molecular pack-
ing on microscopic length scales and the resulting photophysical prop-
erties [1]. Here, we address the dependence of the excitonic coupling on
the underlying crystal structure of the thermodynamically stable ZnPc
[B-phase. For this purpose, we conducted complementary temperature
dependent X-ray diffraction as well as polarisation dependent photo-
luminescence (PL) studies on ZnPc single crystals. By means of the
PL signals spectral characteristics we observed a continuous transition
from a J- into an H-aggregated state between 300 K and 100 K. Re-
markably, below 100 K an exceptionally sharp PL peak evolves being
indicative for the formation of a superradiant J-aggregate. As there
is no indication for a discrete structural phase transition, we interpret
the resulting PL signal in this temperature range by a model of vi-
bronically coupled excitons steered by the gradual anisotropic thermal
contraction of the crystal lattice [2]. We thank the Bavarian research
network SolTech for financial support. [1] Hammer et al., Appl. Phys.
Lett. (2019) [2] Hestand et al., Chem. Rev. (2018)

CPP 40: Organic Electronics and Photovoltaics 3

Time: Thursday 15:00-17:45

Invited Talk CPP 40.1 Thu 15:00 H38
Computational Design of Organic Semiconductors — eHARALD
OBERHOFER — Chair for Theoretical Physics VII, Universitit
Bayreuth — Chair for Theoretical Chemistry, Technische Universitét
Miinchen

Organic electronics—in the form of field effect transistors, light emit-
ting diodes, or solar cells—are slowly finding their use in everyday con-
sumer devices. To date, most of the employed materials have been dis-
covered by structural tuning of a promising compound family, thereby
relying on intuition, experience, or simply trial and error. While some-
times quite successful, such incremental changes only lead to a local
exploration of the vast chemical space of possible molecules, potentially
overlooking many interesting materials.

In contrast, modern data-driven strategies allow the extraction of
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general design rules through the systematic of the available design
space. Often, these take the form of a computational funnel, where
large databases are searched by computing relevant properties, so-
called descriptors, for each element of the database. While this can
point towards promising yet so-far overlooked theoretical and experi-
mental design routes for organic electronics materials such an approach
is limited by the employed database, not really allowing any insight
beyond. Therefore, we trained machine-learned surrogate models for
the most important organic semiconductor properties. These form the
basis for an active machine learning scheme that allows us to sample
the, in principle, unlimited space of organic molecules searching for
materials not considered so far.

CPP 40.2 Thu 15:30 H38

Reorganization energies of flexible organic molecules as
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a challenging target for machine learning enhanced vir-
tual screening — eKe Cuen!2, CurisTIAN KUNKEL!2, KARSTEN
ReuTerRY2, and JoHANNES T. MARGRAF! 2 — !Technische Univer-
sitit Miinchen, Garching, Germany — 2Fritz-Haber-Institut der Max-
Planck-Gesellschaft, Berlin, Germany

The molecular reorganization energy A strongly influences the charge
carrier mobility of organic semiconductors and is therefore an impor-
tant target for molecular design. Machine learning (ML) has the po-
tential to accelerate this process by providing accurate surrogate mod-
els in design space. Unfortunately, A\ poses a significant challenge for
ML-models as it simultaneously depends on the neutral and ionized
potential energy surfaces of the molecule.

In this contribution, we address the questions of how ML models
for A can be improved and what their benefit is in high-throughput
virtual screening (HTVS). We find that, while improved predictive ac-
curacy with respect to a semi-empirical baseline model is achieved, the
benefits for molecular discovery are actually somewhat marginal. In
particular, ML-enhanced HTVS is more effective in identifying promis-
ing candidates but leads to a less diverse sample set.

CPP 40.3 Thu 15:45 H38
Protonation-Induced Charge Transfer and Polaron Forma-
tion in Organic Semiconductors Doped by Lewis Acids —
oFABIAN BaucH, CHUAN-DING DoNg, and STEFAN SCHUMACHER —
Physics Department and CeOPP, Paderborn University, Germany

Organic electronics rely crucially on doping to enhance the conduc-
tivity of organic semiconductors (OSC). Lewis acid doping of OSC is
currently of great interest as an alternative to typical molecular p-type
doping. Recently, the underlying process was understood to be based
on the electron transfer (ET) from a neutral polymer to the proto-
nated polymer [Nat. Mater. 18, 1327 (2019)]. In this work, we pro-
vide insight into the microscopic process by investigating the influence
of protons on the electronic properties of the copolymer PCPDT-BT
using DFT calculations. [1] We find that a single proton on the back-
bone can give rise to a polaron coupled to the proton position. Two
protons on the same polymer backbone can induce a long range intra-
chain ET, resulting in a polaron decoupled from the proton positions,
more fit to act as charge carrier. We also demonstrate the possibility
of ET between a neutral polymer and a doubly protonated polymer.
The experimental data on the doping of PCPDT-BT via Lewis acid
BCF agree well with our simulated vertical excitation spectra for an
ensemble of protonated species with increasing amounts of protons.
Our results highlight the important role of multiple protonation of the
OSC backbone in completing the mechanistic picture of Lewis acid
doping. [1] F. Bauch, C. Dong, and S. Schumacher, RSC Advances 12,
13999 (2022).

CPP 40.4 Thu 16:00 H38
Adsorption layers of diketopyrrolopyrrole acceptor blocks on
graphite: Self-assembly and structure in all-atom modelling
— Mourpt Habsag! and eOrca Guskova? — !Boudiaf University
of M’Sila, 28000 M’Sila, Algeria — 2IPF Dresden, 01069 Dresden,
Germany

In this computational work, we investigate the adsorption lay-
ers of electron-deficient N-unsubstituted difuran-diketopyrrolopyrroles
(DPP). Three conformational states differing in the mutual orientation
of the central DPP unit and furan flanks are distinguished: cis-cis,
trans-trans, and cis-trans. The adsorption layers are obtained dur-
ing in-silico self-assembly on graphite surface through intermolecular
hydrogen bonding in all-atom MD simulations. The experimental pro-
cess for the construction of the adsorption layers, called the droplet
deposition technique, is reproduced in the modeling. In all simulated
systems, the formation of stable supramolecular polymers is observed
which build the ordered carpets on the surface. However, the binding
energetics and strength and the type of hydrogen bonding are highly
sensitive to the molecular conformation. We quantify each of these
characteristics and provide a molecular picture of difuran-DPP lay-
ers relevant for organic field-effect transistor applications. OG thanks
DFG (project GU1510/5-1) for financial support.

CPP 40.5 Thu 16:15 H38
Understanding Phonon Properties and the Thermal Conduc-
tivity of Crystalline Polymers — eL.ukas ReicHT, Lukas LEG-
ENSTEIN, ToMAs KAMENCEK, SANDRO WIESER, and EGBERT ZOJER
— Graz University of Technology, Austria

Disordered polymers are characterized by a very low thermal conduc-
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tivity on the order of 0.1 W/mK. In contrast, recent studies have
shown that aligned (crystalline) polymers can have thermal conduc-
tivities comparable to those of metals. Given these prospects, it is
interesting to understand, how the thermal conductivity of a polymer
depends on its chemical structure. A crucial step in that context is
to investigate phonons and their influence on thermal transport. For
simulating the phonons, we relied on density-functional theory (DFT)
calculations combining phonopy and the Vienna Ab initio Simulation
Package (VASP). In a second step, anharmonic force constants and
thermal conductivities were calculated with phono3py and hiPhive.
Additionally, we explored the capabilities of on-the-fly machine learned
force fields (ML-FF), trained on DFT data, as implemented in VASP.
These approaches were tested and benchmarked for polyethylene as
a comparably simple model system. The final goal of our work is to
then apply the above methodology to other polymers, systematically
varying the structure of the backbone, thereby finding structure-to-
property relations. These polymers include poly(p-phenylene), poly-
thiophene, polyfuran, polyselenophene, poly(3-hexylthiophen-2,5-diyl)
(P3HT) and Poly(p-phenylene vinylene) (PPV).

15 min. break

CPP 40.6 Thu 16:45 H38
Assessing Crystal Structure Prediction Based on Density
Functional Tight Binding and Evolutionary Algorithms —
oSEBASTIAN HuTscH and FRANK ORTMANN — Department of Chem-
istry, Technical University of Munich

The prediction of crystal structures for organic molecules is a compu-
tationally expensive task due to the large number of atoms in the unit
cell and the associated number of possible configurations. The com-
putational load can be compensated by the use of classical force fields,
which however lack transferability to new molecules and necessitate
an extensive training for complex molecules. Here, we study an ap-
proach to crystal structure prediction based on evolutionary algorithms
and a combination of Density Functional Tight Binding (DFTB) and
Density Functional Theory (DFT). This combination allows us to ef-
ficiently compute crystal structures for new materials on a high level
of accuracy. A comparison of the calculated crystal structures with
experimentally known structures will be made.

CPP 40.7 Thu 17:00 H38
Singlet Fission search in polyacene molecules in gas-phase
and on rare-gas clusters using ab initio methods — eSELMANE
FERCHANE!, ALEXANDER EisreLD?, and MicHAEL WarTer!b34 —
Hnstitute of Physics, University of Freiburg, Germany — 2Max Planck
Institute for the Physics of Complex Systems, Dresden, Germany
— SBFIT Freiburg Center for Interactive Materials and Bioinspired
Technologies, University of Freiburg, Germany — *Fraunhofer IWM,
Freiburg, Germany

Singlet fission (SF), is a spontaneous photo-excited splitting phe-
nomenon. Where an organic chromophore dimer, converts its singlet
exciton into a pair of triplet excitons. A great promise for future
photon-to-current conversion of solar energy using organic materials
with high efficiency. To get more insight into these processes of SF, we
employed different ab initio theories and approaches in our investiga-
tion, namely, density functional theory (DFT), TD-DFT, MCTDH,
and CASPT2/CASSCF. Since the spatial orientation is crucial to
whether the molecule will go SF and the rate of it due to the orbital
coupling of both molecules, based on recent studies. We calculate the
most favorable orientation of the chromophores with the binding en-
ergies in the gas phase and adsorbed on Argon and Neon surfaces.
Then we calculate the lowest-lying excited states that contribute to
the singlet and triple transition plus the search for the possible conical
intersection that crosses the surface potential energies.

CPP 40.8 Thu 17:15 H38
Materials design based on theoretical characterization: Im-
proving open-shell organic molecules for electronic applica-
tions — eSEBASTIAN SCHELLHAMMER' and FRANK ORTMANNZ? —
IDresden Integrated Center for Applied Physics and Photonic Ma-
terials (IAPP) and Institute for Applied Physics, Technische Univer-
sitét Dresden, Dresden, 01187 Germany — 2Department of Chemistry,
Technische Universitdt Miinchen, Lichtenbergstr. 4, 85748 Garching
b. Miinchen

In recent years, organic molecules with stable open-shell ground states
have attracted growing interest due to their outstanding properties,
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i.e. responsive spin structures, high-spin ground states, two-photon
absorption, or small band gap. Although a growing number of inter-
esting materials has appeared, molecules often lack thermal stability
impeding their application in electronic devices. In this presentation,
we will highlight routes but also dead ends in the quest for high-spin
configurations in hydrocarbons. We benchmark a computational ap-
proach for the characterization of open-shell organic structures, which
combines predictability with appropriate simulation resources. For
polycyclic heteroaromatic hydrocarbons containing a benzoisoindole
core, we explain why a supposedly open-shell material does not provide
the desired characteristics. On the contrary, we discuss the promising
characteristics of stable polycyclic hydrocarbon diradicaloids as well
as related tetraradicaloids. Based on these analyses, design rules for
optimized material properties are extracted, which helps to exploit the
full potential of promising material groups.

CPP 40.9 Thu 17:30 H38
Simulation organic semiconductors with tensor network tech-
niques — eSaM MaRDAzAD!, YIHE Xu?2, XUEX1IA0 XANG2Z, MARTIN
GRUNDNER®, ULricH ScHoLwdck®, HaiBo Ma2, and SEBASTIAN

PaeckeL? — Heriot-Watt University, Edinburgh — 2School of Chem-
istry and Chemical Engineering, Nanjing University — 3Department of
Physics, Arnold Sommerfeld Center of Theoretical Physics, University
of Munich

Organic solar cells provide the possibility to enhance the efficiency and
to overcome the Shockley-Queisser limit. In this talk we present re-
sults for the simulation of quantum transport effects in a tetracene
para dimers, a large organic molecule modelled by a Frenkel-exciton
Hamiltonian. We account for the full quantum dynamics going beyond
the Born-Oppenheimer approximation. For that purpose we use a new
numerically unbiased representation of the molecule’s wave function
enabling us to compare with experiments, exhibiting good agreement.
With this powerful approach we map out a phase diagram aiming and
determining the experimental sweet spot yielding the highest charge
carrier production rate. Furthermore, we develop a physical picture
indicating that the coherent time scale in which most of the yield is
generated is driven by a renormalization of the bare modes and make
suggestions on how to manipulate this for the development of more
efficient organic solar cells.

CPP 41: Crystallization, Nucleation and Self-Assembly

Time: Thursday 15:00-17:30

Invited Talk CPP 41.1 Thu 15:00 H39

Interface-induced crystallization in polymers: From model
systems to applications for semiconducting polymers —
Munammap TariQ!, RoBerr KanL!, MUKUNDAN THELAKKATZ,
TrOMAS THURN-ALBRECHT!, and eOLEKSANDR DOLYNCHUK!

IExperimental Polymer Physics, Martin Luther University Halle-

Wittenberg — 2 Applied Functional Polymers, University of Bayreuth

Crystallization is usually initiated at interfaces. Understanding the
physical process underlying interface-induced crystallization (IIC) is
of fundamental interest and is relevant for material applications. I1IC
of liquids can occur either by heterogeneous nucleation (HN) or by
the equilibrium phenomenon of prefreezing. First, we present a com-
bined theoretical and experimental study of the effect of the substrate-
material interactions on the thermodynamics of prefreezing and on the
kinetics of HN in model polymers on various substrates. Second, the
acquired knowledge about IIC elucidates the role of interfaces for crys-
tal orientation in films of conjugated polymers, which is important
for device performance. Using polythiophenes as model conjugated
polymers, we show that different crystal orientations can be formed at
the interfaces to a substrate and vacuum as a result of two competing
interfacial interactions. Our results demonstrate that increasing the
polarity of polythiophene side chains influences the interactions at the
interfaces, resulting in a change of crystal orientations. Thus, we dis-
close the crucial role of the interfacial interactions for crystallization
kinetics, thin film morphology, and control of molecular orientation in
films of model and semiconducting polymers.

CPP 41.2 Thu 15:30 H39
Determination of Morphologically Tailored Chirality in
Supramolecular Nanostructures by X-ray Scattering
eAsena CerHAN Hamwk!, FrrLix WenzEL?, Kraus KREGERZ,
HaNs-WERNER ScHMIDT?, RicHARD HILDNER®, and Eva M.
Herzic! — !Dynamik und Strukturbildung-Herzig Group, Uni-
versitdt Bayreuth,Universitatsstr.30, 95447 Bayreuth,Germany —
2Makromolekulare Chemie I,Universitiat Bayreuth, Universitétsstr.30,
95447 Bayreuth,Germany — 3Zernike Institute for Advanced Mate-
rials, University of Groningen, Nijenborgh 4, 9747 AG Groningen,
Netherlands

Designed supramolecular nanostructures allow control over their opti-
cal and electronic properties which make them promising candidates
for light-harvesting applications. Recently, we presented long-range
(pm) transport of excitation energy in supramolecular nanofibres based
on a carbonyl-bridged triarylamine (CBT). Here, we study supramolec-
ular CBT building blocks with chiral side groups, which result in a
distinct circular dichroism (CD) signal from self-assembled nanofibres.
For bundles of supramolecular nanofibres, we observe an inversion in
the CD signal as a function of temperature. To understand the ori-
gin of this effect, we performed morphological characterisation using
temperature-dependent Wide Angle X-ray Scattering on the CBT-
based bundles. We demonstrate systematic temperature-dependent

(0]

Location: H39

variations in the 7-m stacking and the column-column distances, which
indicates that the CBT-based bundles have thermoelastic behaviour
and change chirality at the critical temperature.

CPP 41.3 Thu 15:45 H39

Learning the Crystallisation Behaviour of Bidisperse
Branched Model Polymers using Coarse-Grained Molecular
Dynamics Simulations — eWiLLiaM FaLL!, JoErRG BASCHNAGEL!,
OLivier Luost?, and HENDRIK MEYER! — lInstitut Charles Sadron,
23 rue du Loess, 67034 Strasbourg Cedex, France. — ?TotalEnergies

One Tech Belgium, Zone Industrielle C, 7181 Feluy, Belgium

Model polymer systems allow fundamental questions about polymer
crystallisation to be tackled precisely. Molecular dynamics (MD) sim-
ulations can provide insights but studying large lamellar structures is
challenging. Meyer and Muller-Plathe set the stage for molecular dy-
namics (MD) simulations of large lamella structures, by demonstrating
that reproducing local crystalline structures is unimportant when large
crystalline and amorphous regions dominate properties. Here, the role
of short chain branches (SCBs) (C4) on the melt and crystalline prop-
erties of monodisperse polyethylene systems (C400) is investigated,
using CGMD simulations. SCBs are grown into the melt to minimise
computational expense, providing access to large systems. Cooling
and heating cycles reveal the crystalline morphology depends strongly
on both cooling rate and number of branches. Bidisperse mixtures of
ultra-long C4000 and C400 are also studied, with different branch dis-
tributions, which mimic industrial PE morphologies. Via self-seeding,
well aligned lamella are grown and morphological features, i.e. tie
chains analysed. We begin to address how these features influence
crystalline structure and material properties. We thank TotalEnergies
for funding and GENCI/IDRIS (Orsay) and CAIUS/HPC centre.

CPP 41.4 Thu 16:00 H39
Aggregation and ordering in small alkane systems — eTIMUR
SHAKIROV and WoLFGANG PauL — University of Halle, Halle, Ger-
many

Ordering of small alkanes differs drastically from the bulk one. The
difference is not only quantitative but also qualitative: short-chain sin-
gle alkanes fold at low temperatures into non-trivial structures [1] in
contrast to fully-stretched-chain lamellae in bulk. For the few chain
systems we demonstrate the leading role of torsional stiffness in the
ordered structure formation and investigate the corresponding con-
formations, which vary from spirals to tilted lamellae. For the fully
stretched chain lamellae we find a two-step ordering, the indications
of which remain at least up to 16 chain aggregates. In contrast to
the low-temperature ordering, the aggregation or liquid-vapor transi-
tion leads to similarly disordered structures for all system sizes, which
allows correction of size effects and extrapolation of the estimated ag-
gregation temperatures to the thermodynamic limit. Our calculations
of aggregation/boiling temperatures at normal pressure are in good
agreement with experimental data. The presented equilibrium results
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are based on Wang-Landau-type Monte Carlo simulations [2,3] of a
chemically realistic united atom model [4].

[1] T. Shakirov, and W. Paul, J. Chem. Phys. 2019, 150, 084903.

[2] F. Liang et al, J. Am. Stat. Assoc. 2007, 102, 305-320.

[3] T. Shakirov, Comp. Phys. Commun. 228 (2018), 38-43.

[4] W. Paul, D. Y. Yoon, and G. D. Smith, J. Chem. Phys. 103
(1995) 1702-1709.

CPP 41.5 Thu 16:15 H39
How the competition between crystal growth and intracrys-
talline chain diffusion determines the lamellar thickness in
semicrystalline polymers — MARTHA SCHULZ, MAREEN SCHAFER,
KAy SAALWACHTER, and eTHOMAS THURN-ALBRECHT — Institut fiir
Physik, Martin-Luther-Universitdt Halle-Wittenberg, 06099 Halle

The non-equilibrium thickness of lamellar crystals in semicrystalline
polymers varies significantly between different polymer systems and
depends on the crystallization temperature T.. There is currently no
consensus on the mechanism of thickness selection. Previous work has
highlighted the decisive role of intracrystalline chain diffusion (ICD)
in special cases, but a systematic dependence of lamellar thickness on
relevant timescales such as that of ICD and stem attachment has not
yet been established. Studying the morphology by small-angle X-ray
scattering and the two timescales by NMR methods and polarization
microscopy, we present data on poly(oxymethylene), a case with rel-
atively slow ICD. It fills the gap between previously studied cases of
absent and fast ICD, enabling us to establish a quantitative dependence
of lamellar thickness on the competition between the noted timescales.
Ref. Nature Communications, 13.1 (2022): 1-10.

15 min. break

CPP 41.6 Thu 16:45 H39
The Crucial Role of Solvation Forces in Inter-Nanoplatelet In-
teractions and Stack Formation — eNANNING PETERSEN, M ARTIN
GIRARD, ANDREAS RIEDINGER, and OMAR VALssoN — Max Planck
Institute for Polymer Research, Ackermannweg 10, D-55128 Mainz

Cadmium selenide nanoplatelets show the tendency to form stacks in
apolar alkane solvents. This effect is very similar to the stack forma-
tion of micron-sized discs, which can be induced by depletion forces.
However, the interplay of the various forces leading to stack formation
of nanoplatelets remains unclear. Solvation forces are in their origin
and behaviour very similar to depletion forces.

Here, we use coarse-grained molecular dynamics simulations of
nanoplatelets in octane solvent to investigate the role of solvation
forces in nanoplatelet interactions. We demonstrate that solvation
forces resulting from solvent layering are sufficiently strong to stabilize
nanoplatelet stacks. We examine the dependence of solvation forces on
the nanoplatelets’ ligand shell, size, and other parameters. In particu-
lar, we demonstrate that for sufficiently large nanoplatelets, solvation
forces are proportional to the interacting facet area, and their strength
is intrinsically tied to the softness of the ligand shell. The solvation
forces exhibit an oscillatory nature; increases in their strength leads to
a stronger attraction between close nanoplatelet facets and in addition
to an increase in the kinetic barriers.

[1] N. Petersen , M. Girard, A, Riedinger, and O. Valsson, ChemRxiv,
doi:10.26434 /chemrxiv-2022-mwlcs (2022)

CPP 41.7 Thu 17:00 H39
In situ small-angle X-ray scattering and total scattering to
study CuPd nanoparticle growth and self-assembly — eKiLiaN
Frank!, Davipe DEREeLLI?, DoroTa Kozies?, and BERT NICKEL!
— 1Faculty of Physics and Center for Nanoscience (CeNS), Ludwig-
Maximilians-Universitat, Geschwister-Scholl-Platz 1, 80539 Miinchen,
Germany — 2University of Hamburg, Institute for Nanostructure and
Solid-State Physics, Center for Hybrid Nanostructures, 22761, Ham-
burg, Germany

Combining noble metals with abundant materials is a promising de-
sign strategy for new catalytic nanomaterials, e.g. for COg reduction.
Reliable synthesis routes of nanoparticles with a low size dispersity
are required, but often an understanding of the formation pathway is
lacking. Therefore, we investigated the entire synthesis of CuPd alloy
nanoparticles using simultaneous small-angle X-ray scattering (SAXS)
and the atomic pair distribution function obtained from total scat-
tering (TS) to establish the sequence of structures from the atomic
level to the nanoscale. We use a dedicated reaction cell for heating
and stirring at the high-energy beamline P07 (PETRA III, DESY),
extending our previous studies on cobalt oxide nanoparticle forma-
tion (https://doi.org/10.1038/s41467-021-24557-z). We characterize
the transformation of precursors and early nucleation by TS, and the
subsequent particle growth and assembly by SAXS in a model-based
analysis. Upon cooling, we observe a rich temperature-dependent
phase behavior of particle assemblies. These can serve as a potential
templating strategy for efficient particle-based catalysts.

CPP 41.8 Thu 17:15 H39
Ligand-stabilized gold nanorods as an ideal model system for
anisotropic colloids — eMARrRCEL KRUSMANN and MaTTHIAS KARG
— Physikalische Chemie I: Kolloide und Nanooptik, Heinrich-Heine-
Universitat Diisseldorf, Diisseldorf, 40225, Germany

Anisotropic colloidal particles have interesting optical, electronic and
self-assembly properties. Yet the investigation of their phase behav-
ior is often difficult due to limitations in quantity, monodispersity and
colloidal stability for many particles. An additional challenge is the
precise determination of particle number concentrations.

The easily scalable synthesis of gold nanorods gives access to
monodisperse anisotropic colloids with a broad range of aspect ratios.
The functionalization of gold nanorods with a polymer ligand increases
the colloidal stability and removes the large excess of surfactant that
is most often used in particle synthesis.

These anisotropic particles can now be studied with various meth-
ods. One of this methods is small-angle X-ray scattering for which gold
has an excellent contrast. In combination with the good colloidal sta-
bility it is now possible to not only study the form factor but also the
structure factor at high concentrations and/or during induced aggre-
gation. The addition of absolute intensity measurements gives access
to the particle number concentration, that can be related to measured
extinction from spectroscopy.

CPP 42: Perovskite and Photovoltaics 5 (joint session HL/CPP/KFM)

Time: Thursday 15:00-16:30

CPP 42.1 Thu 15:00 H31
Atomically Thin Sheets of Lead-Free 1D Hybrid Perovskites
Feature Tunable White-Light Emission from Self-Trapped
Excitons — ePuiLIP KLEMENT!, NATALIE DEHNHARDTZ, CHUAN-
Dineg Dong3, FrLoriaN DoBeNeEr!, JuLius WINKLER?, SAMUEL
Bavuirr?, DeTLEV M. HorMmann!, PrTer J. Krar!, STEFAN
SCHUMACHER®®, SANGAM CHATTERJEE!, and JoHANNA HEINE2
Hnstitute of Experimental Physics I and Center for Materials Re-
search (ZfM), Justus Liebig University Giessen, Giessen, Germany —
2Department of Chemistry and Material Sciences Center, Philipps-
Universitit Marburg, Marburg, Germany — 3Department of Physics
and Center for Optoelectronics and Photonics Paderborn (CeOPP),
Paderborn University, Paderborn, Germany — #Department of Chem-
istry and Biochemistry, University of Oklahoma, Norman, OK, USA
— 5College of Optical Sciences, The University of Arizona, Tucson,
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Location: H31

AZ, USA

One of the major current challenges in 2D materials’ synthesis is the
intentional design of building blocks to introducing superior chemi-
cal and physical properties. The limiting factor in this approach is
the commonly-believed paradigm that in-plane covalent interactions
are strictly necessary to form 2D materials, limiting the number of
candidates. Here, we go beyond the paradigm that atomically thin
materials require in-plane covalent bonding and report single layers of
the one-dimensional organic-inorganic perovskite [C7H10N]3[BiCI5]Cl.
Its unique 1D-2D structure enables single layers and the formation of
self-trapped excitons which show white-light emission.

CPP 42.2 Thu 15:15 H31
Multiple spin-flip Raman scattering in bulk lead halide per-

ovskites — eMarek KarzeL!, Dennis Kubpracik!, NararLia E.
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KopTeval, INa KaLiTukHAZ, MaksyM V. KOVALENKO®, DMITRI

R. Yakovrev!, and MANFRED Baver! — !Experimentelle Physik
2, Technische Universitat Dortmund, 44227 Dortmund, Germany —
28t. Petersburg, Russia — 3Laboratory of Inorganic Chemistry, ETH
Ziirich, 8093 Ziirich, Switzerland

Lead halide perovskites like FACs are promising competitors for con-
ventional semiconductors in spintronics due to their highly efficient
light absorption and emission properties. We study spin-flip Raman
scattering (SFRS) of resident carriers and investigate possible car-
rier exchange interactions. The measurements are performed at low
temperatures around 1.6 K and external magnetic fields up to 10 T
in Faraday and tilted geometries. This method allows us to observe
Raman shifts in high magnetic fields which according to [1] are at-
tributed to the g-factors of resident electrons and holes. The SFRS
efficiency significantly increases for resonant probing of the free exciton
resonances. We conduct from our measurements, that the creation of
the free exciton is the essential requirement for observation of multiple
spin-flip Raman scattering.

[1] E. Kirstein et al., Adv. Mater. 34, 2105263 (2022).

CPP 42.3 Thu 15:30 H31
Stability Enhancement of perovskite nanoplatelets via
crosslinking of ligands — eMaxiMIiLIAN GRUBER, ULRICH LEo,
Nina HENKE, PATRICK GANSWINDT, MICHAEL LICHTENEGGER, CON-
NorR HEmig, and ALEXANDER URBAN — Nanospectroscopy Group
and Center for Nanoscience (CeNS), Nano-Institute Munich, Depart-
ment of Physics, Ludwig-Maximiliins-Universitat Miinchen, Konigin-
str. 10, 80539 Munich, Germany

In recent years lead halide perovskite nanoplatelets (NPL) have at-
tracted a lot of attention due to low-cost production and excellent
spectral tuning. Additionally, perovskite NPLs exhibit the benefit of
exciton energy tunability via quantum confinement as well as large
photoluminescence quantum yield. The high surface to volume ra-
tio of the NPLs, however, makes them susceptible to degradation by
water, air and ion migration.

One solution to these issues of degradation investigated here is a
process called crosslinking. Hereby the exposure of a film of NPLs to
a dose of electron radiation induces intermolecular bonds between the
organic ligands attached to the individual nanocrystals, hence forming
a protective matrix around a film of pristine perovskite NPLs.

Varying dosages of irradiation of three monolayer CsPbBr3 NPLs
were investigated followed by an exposure to other halides, NPLs with
a different halide composition as well as different solvents, showing a
drastic increase in stability of the crosslinked compared to untreated
NPLs. This enables the possibility of a future application of lead halide
perovskite NPLs under ambient conditions.

CPP 42.4 Thu 15:45 H31

Enhancing the optical performance of perovskite
nanoplatelets — eSTEFAN MARTIN', Carora Lampe!, Nina
Henkr!, Toannis Kouroupis?, MiLan  Harru?, ALEssio

GacLIARDIZ, and ALEXANDER URBAN! — 'LMU Munich, Nanospec-
troscopy Group — 2TU Munich

Lead halide perovskites have been drawing a lot of interest during the
last few years due to their unique properties. Their excellent opti-
cal performance combined with easy and cost-efficient production are
interesting for both light-emitting devices and solar cells. Perovskite
nanoplatelets are furthermore convincing with high photoluminescence
quantum yields and narrow emission linewidths tunable from 430 to
505 nm. The thickness of these nanoplatelets can be tuned with a
monolayer precision and determines the absorption and emission pro-
file of the sample.

By using different machine learning approaches the synthesis param-

eters were investigated and optimized based on the emission spectrum.
With this method, the emission properties of nanoplatelets with thick-
nesses reaching from 2 to 8 monolayers were enhanced. Additionally,
the emission wavelengths can be finetuned using a post-synthetic en-
hancement treatment comprising a lead halide ligand solution. De-
pending on the time interval between synthesis and enhancement, a
redshift of controllable extent can be introduced while further reducing
the emission linewidth. With these strategies, a narrow and symmetric
emission peak can be achieved at any desired wavelength. This is par-
ticularly interesting for the implementation in optoelectronic devices.

CPP 42.5 Thu 16:00 H31

Extensive study on sequential physical vapor deposition of
mixed-cation perovskite (Cs,FA)PbI 3 — eKar. Hrinze!,
Tosias ScuurLz!, Roranp Scueer!, and PauL PisTor? —
Hnstitute of Physics, Martin-Luther-University Halle-Wittenberg,
von-Danckelmann-Platz 3, 06120 Halle (Saale), Germany
2Universidad de Pablo Olivade, Carretera de Utrera 1, 41013, Sevilla,

Spain

Sequential deposition via physical vapor deposition (PVD) is under-
explored, even though it offers precise adjustment of components and
composition and a variety of routes to investigate the optimization
of perovskite growth. We combine in situ XRD and in situ laser light
scattering to monitor phase evolution of (Cs,FA)PbI3 during PVD. We
study the influence of deposition sequence of the components Pbl2, FAI
and Csl on CsFAPDI3 growth. Noticeably, the sequence strongly influ-
ences the orientation of deposited components. Similarly, diffusion be-
fore and during annealing as well as resulting alpha phase share depend
on the evaporation sequence. When depositing Pbl2 first, conversion
to the perovskite phase was not achieved, unless an over stoichiometric
share of FAI was deposited. Depositing FAI first and PbI2 later re-
sulted in a high probability of layer conversion to the perovskite phase
without secondary phases being detected. A striking feature during our
investigation was the absence of the delta phase during deposition and
annealing, seemingly caused solely by the preparation method. We de-
liver important insight into this poorly investigated preparation path
and provide a foundation for further research based on our detailed
study of sequence-dependent crystalline growth.

CPP 42.6 Thu 16:15 H31
Ultrafast transient spectroscopy of Cu(In,Ga)Sez coupled to
different buffer layers. — ePIRMIN SCHWEIZER, RICARDO RoJAS-
AEgpO, ALic DeBoT, PHILIP DALE, and DANIELE BriDA — Depart-
ment of Physics and Materials Science, University of Luxembourg,
162a avenue de la Faiencerie, L-1511 Luxembourg, Luxembourg

The dynamic parameters of photo-induced electron-hole pairs, such
as recombination time and charge conductivity, play a major role in
the efficiency of photovoltaic devices. Among thin film materials for
photovoltaics, one of the most interesting is the p-type Cu(In,Ga)Ses
alloy (CIGS) on which an n-type buffer layer is deposited, forming the
initial part of the device p-n junction. The inter-material transport dy-
namics strongly depend on how the band structure is affected by the
buffer layer, and also on the quality of the CIGS \ buffer layer interface
which may contain defects. In our experiments we have compared the
ultrafast transient reflectivity on CIGS epitaxially grown on a GaAs
substrate. New Cd free buffer layers In2S3 and band offset tunable
Zn(0,8S), are compared to the most commonly used buffer layer, CdS.
The transient reflection measurements allows for the extraction of the
electronic transport dynamics at the interface with the buffer. This
study allows us to draw conclusions about the pair formation capacity
mediated by the transport properties between the CIGS and the buffer
layer. The results can guide the development of Cd free buffer layers
thus reducing the environmental impact caused by CdS in traditional
CIGS solar cells.

CPP 43: Members’ Assembly

Time: Thursday 18:00-19:00

Location: H39

All members of the Chemical and Polymer Physics Division are invited to participate.
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CPP 44: Focus Session: Soft Matter and Nanocomposites: New Opportunities with Advanced
Neutron Sources 2

organized by Stephan Forster (FZ Jiilich), Thomas Gutberlet (FZ Jiilich), Peter Miiller-Buschbaum

(TUM) and Walter Richtering (RWTH Aachen)
Time: Friday 9:30-11:15

Invited Talk CPP 44.1 Fri 9:30 H38
Connecting dynamics and phase behavior of proteins: The
neutron perspective — eFRANK SCHREIBER — Universitdt Tiibin-
gen, Germany

We discuss the combination of various neutron scattering techniques
to shed light on the dynamics of proteins in aqueous solution. This in-
cludes several processes, such as backbone and side-chain fluctuations,
interdomain motions, as well as global rotational and translational (i.e.
center of mass) diffusion. Since protein dynamics is related to protein
function and essential transport processes, a detailed mechanistic un-
derstanding and monitoring of protein dynamics in solution is highly
desirable. In particular, we connect it to the overall phase behavior in
terms of clustering, crowding, crystallization, and phase separation [1],
employing a combination of elastic, quasi-elastic, and inelastic scatter-
ing [2] as well as complementary techniques, such as X-ray photon
correlation spectroscopy (XPCS) and simulations [3]. Finally, we com-
ment on future perspectives with advanced neutron sources. Invaluable
contributions by numerous collaborators are gratefully acknowledged.

[1] M. Grimaldo et al., JPCL, 10, 1709 (2019) [2] M. Grimaldo et
al., Quarterly Reviews of Biophysics, 52, e7 (2019) [3] A. Girelli et al.,
Phys. Rev. Lett. 126 (2021) 138004

CPP 44.2 Fri 10:00 H38
Self-assembly of supramolecular magnetic polymers with
monomers of different sizes — ExaTeErINA Novak!, ELENA
Pyanzinal, eMariNa GupaLol, and Soria KaNTorovich!:2

IEkaterinburg, Russia — 2University of Vienna, Vienna, Austria

In this paper we studying the effect of polydispersity of magnetic
particles on the self-assembly of supramolecular magnetic polymers.
Magnetic polymers are widely used to create new magnetically con-
trolled materials and represent an analogue of polymer chains, where
polymer molecules serve as crosslinks, and magnetic particles replace
monomers. We propose to consider the bidisperse model, which takes
into account only two fractions of particles in size, which is enough
to track the main influence of polydispersity on the self-organization
of a magnetic polymer. Using the method of computer simulation of
Langevin’s dynamics, we study various structural parameters of an in-
dividual magnetic polymer of different configurations: a chain, a closed
ring, an X-shaped and Y-shaped magnetic filament. For analysis of the
qualitative changes in equilibrium properties with temperature were
used radius of gyration and magnetic moment, the general microstates
are also defined. It turned out that the considered new types of poly-
mer configuration compared with the monodisperse model significantly
affect the equilibrium properties. This work was supported by RSF
grant 19-72-10033.

CPP 44.3 Fri 10:15 H38
Pathways of micellar collapse and swelling of PMMA-b-
PNIPAM in aqueous solution after a rapid change of pressure
— ePaBLO A. ALvarez HERRERA', JOHANNES ALLwANG!, FEIFEI
Zueng!, CrisTiIANE HEeNscHEL?, LEONARDO CHIAPPISI®, ALFONS
ScHULTE?, ANDRE LASCHEWSKYZ, and CHRISTINE M. Papapakis! —
ITU Miinchen, Physik-Department, Garching, Germany — 2Institut
fiir Chemie, Potsdam-Golm, Germany — 3Institut Laue- Langevin,
Grenoble, France — 4University of Central Florida, Orlando, USA

In aqueous solution, diblock copolymers consisting of a permanently
hydrophobic and a thermo-responsive block can self-assemble into
different morphologies. In particular, poly (methyl methacrylate)-
b-poly(N-isopropylacrylamide) (PMMA-b-PNIPAM) forms spherical
micelles featuring a PMMA core and a thermo-responsive PNIPAM
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shell. At atmospheric pressure, the micellar shell dehydrates, and the
collapsed micelles form aggregates when heating above the cloud point
of PNIPAM [1]|. This phase transition can be also induced by chang-
ing the pressure. In this contribution, we study the micellar collapse
and their posterior aggregation by kinetic small-angle neutron scat-
tering (SANS) in combination with rapid pressure jumps across the
co-existence line. The disintegration of the aggregates and the micel-
lar swelling are also investigated by performing the pressure jump in
the opposite direction.

[1] C.-H. Ko, C. M. Papadakis et al., Macromolecules 54, 384 (2021).

CPP 44.4 Fri 10:30 H38
Investigation of the Effect of Magnesium Salts with
Chaotropic Anions on the Swelling Behavior of PNIP-
MAM Thin Films — eJuLisa REITENBACH!, CHRISTINA GEIGER!,
Peixi1 Wang!, RoBerT CubIiTT?2, DIRK SCHANZENBACH®, ANDRE
LASCHEWSKY?S, CHRISTINE M. Papapakis?, and PETER MULLER-
BuscuBaum! — 'TU Miinchen, Physik-Department, Lehrstuhl fiir
Funktionelle Materialien, James-Franck- Str. 1, 85748 Garching —
2Institut Laue-Langevin, 71 Avenue des Martyrs, CS 20156, 38042
Grenoble Cedex 9, France — 3Universitit Potsdam, Institut fiir
Chemie, Karl-Liebknecht-Str. 24-25, 14476 Potsdam-Golm — *TU
Miinchen, Physik-Department, Physik weicher Materie, 85748 Garch-
ing

Thermoresponsive polymer thin films have gained a lot of attention in
the past decades due to their attractiveness for a wide range of applica-
tions. A variety of polymer showing LCST- or UCST-type behavior are
known, and their transition temperatures can be influenced by various
factors such as molar mass, end groups, copolymerization, or by the ad-
dition of salts. For polymers in aqueous solution, it was found that the
folding of the polymer chains can be strongly influenced by the type of
salt and this ability follows a trend called the Hofmeister series. While
this effect is well known in solution, the influence on the swelling be-
havior of PNIPMAM thin films has yet to be investigated thoroughly.
We aim to elucidate the underlying mechanism by spectral reflectance
and time-of-flight neutron reflectometry on a macroscopic scale and by
in situ Fourier-transform infrared spectroscopy on a molecular level.

Invited Talk CPP 44.5 Fri 10:45 H38
Magnetic particle self-assembly at functionalized interfaces
— eMax WoLFF — Department for Physics and Astronomy, Uppsala
University, Uppsala, Sweden

Neutrons allow the study of buried interfaces and are directly sensitive
to magnetic induction. This makes grazing incidence neutron scatter-
ing an ideal tool for the study of self-assembled magnetic particles.

In this talk I will discuss the self-assembly of monodisperse colloidal
magnetite nanoparticles from a dilute water-based ferrofluid onto func-
tionalized silicon surfaces. The density of the layer adjacent to the
substrate is determined by the interaction between the particles and
the substrate. Dense layers form for chemical binding and magnetic
substrates, while less dense and no layering is found for physisorption
and repulsive interactions. Once adsorbed subsequent layers assemble
due to magnetic dipolar forces. The layering gets more pronounced for
larger dipole moments of the particles. Once formed the density and
structure of the layers may be tuned by magnetic and/or shear fields.

Magnetic particles may also be used to self-assemble polymer mi-
celles. Applied magnetic fields may result in a micro shear effect align-
ing the domains of micellar crystals. By stroboscopic reintegration this
reorientation process may be followed on time scales down to ms and
resonant enhancement may aid the identification of off-specular and
grazing incidence small angle scattering.
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CPP 45: Biopolymers, Biomaterials and Bioinspired Functional Materials (joint session
CPP/BP)

Time: Friday 9:30-11:15

Invited Talk CPP 45.1 Fri 9:30 H39
New biobased material concepts using scattering techniques
to elucidate and control nanoscale assembly — e DANIEL SODER-
BERG — KTH Royal Institute of Technology, Department of FIbre and
Polymer technology, Stockholm, Sweden

Cellulose, the most abundant biopolymer on earth, can be crucial in
mitigating fossil-based resources to more sustainable solutions. It is
used as an engineering material, e.g. sawn timber, pulp for papermak-
ing or as a polymer as a basis for plastic materials.

Cellulose nanofibres (CNF) constitute the structural component of
plants, it is a semi-crystalline, semi-flexible rod-like nanoparticle hav-
ing cross-sections in the order of 4-5 nm and lengths around one mi-
crometre. Based on technical developments during the last decades,
it is today possible to extract the CNF in large quantities, which has
promoted significant research efforts aiming at new material concepts
and devices based on cellulose.

Small and wide-angle x-ray scattering have been used to understand
nanoscale assembly during fibre spinning from a CNF dope using mi-
crofluidics, allowing the tuning of the hierarchical structure, resulting
in 100% bio-based filaments with exceptional properties. Furthermore,
to develop scalable engineering processes, an in-depth understanding
of nanoscale diffusion and the effects of nanoparticle interaction in
low-concentration crowded systems has been pursued by combining
light-scattering, X-ray Photon Correlation Scattering and coarse-grain
modelling.

CPP 45.2 Fri 10:00 H39
A Semisynthetic Superparamagnetic Nanoprobe for Pro-
tein Targeting and Manipulation — eANDREAs NEruscu!,
TuLia NovoserLoval, NikoLaos TEeTos?, MicHAEL FarRLE2, ULF
WiepLAND?, and CorNELIA MonzeL! — Heinrich-Heine University

Diisseldorf, Germany — 2University of Duisburg-Essen, Germany

Probing and manipulating biological functions requires tools to tar-
get and modify the proteins involved in the respective process. In
recent years Magnetogenetics emerged as an approach where magnetic
nanoparticles (MNPs) and external magnetic fields are used to realize
such manipulation (Lisse et al., Adv. Mater., 29, 1700189 (2017)). The
advantages of this combination lies within the deep tissue penetration
of magnetic fields and the possibility to apply stimuli on nanoscales
leading to spatial redistribution, force application, or heat generation
of proteins. However, a precise active perturbation requires MNPs to
be monodisperse, biocompatible, tunable with regard to their magnetic
properties, as well as exhibiting a modifiable molecular shell (Monzel et
al., Chem. Sci. 8, 7330-7338 (2017)). Here, we synthesize a bioinspired
semisynthetic MNP - Magnetoferritin (MFt) -, which fulfils these de-
mands. MFt is based on the globular iron storage protein complex
ferritin that converts iron ions to a ferrihydrite core but can be syn-
thetically loaded with a magnetic iron oxide core (Novoselova et al.,
Nanomaterials, 11, 2267 (2021)). MFt was chemically, physically and
magnetically characterized both in vitro and in vivo. We demonstrate
how MFt can be used to target proteins on living cells as well as to
spatially manipulate MFts in a single cell environment.

CPP 45.3 Fri 10:15 H39

Bioinspired electrodes for brain wave detection — eVOLKER
KorsTGeENs!, Gokay ErpiL!, ANDREas ZHENG!, HsIN-YIN
Cuiang?, and PeETER MULLER-BuscuBaum! — 1TU Miinchen,

Physik-Department, LS Funktionelle Materialien, 85748 Garching —
2Cephalgo, 67000 Strasbourg, France

With increasing demands in brain computer interfaces (BCI) measur-
ing biosignals non-invasively becomes more important. Applications
like measuring brain waves via electroencephalography (EEG) with
dry electrodes remains challenging as for a steady biosignal acquisition
adhesion to the skin has to be maintained all the time. We present
two different approaches inspired by nature for such electrodes. In our
first approach we developed micro-structured dry adhesive electrodes
based on polydimethylsiloxane (PDMS) with conductive fillers. The
EEG-performance and adhesive properties of these electrodes will be
discussed and compared to the concept of mussel-inspired hydrogels
we follow in our second approach.
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CPP 45.4 Fri 10:30 H39
Anionically functionalized glycogens efficiently encapsulate
cationic peptides — HanNA ZHUKOUSKAYA!, ePABLO M. BLanco?,
ZULFIYA éERNOCHOVAl, Lucie CTVERACKOVAl, ROMAN STANO3,
Ewa Pavioval, MirosLav VETRiK!, PETER CERNOCH!, MIROSLAV
SLOUFl, MARCELA FiLipovil, MirosLav STEPANEK2, MARTIN
Hrusy!, PETER Kosovan?, and Jiki PANEK! — lInstitute of Macro-
molecular Chemistry, Czech Academy of Sciences, Heyrovského nam.
2, 162 06 Prague 6, Czech Republic — 2Department of Physical and
Macromolecular Chemistry, Faculty of Science, Charles University,
Hlavova 8, 128 40 Prague 2, Czech Republic — 3Faculty of Physics,
University of Vienna, Kolingasse 14-16, 1090 Vienna, Austria

We developed and tested novel acid-functionalized glycogen conjugates
as supramolecular carriers for efficient encapsulation and inhibition of
a model cationic peptide melittin, which is the main component of
honeybee venom. Systematic investigation of this model system al-
lowed us not only to test its potential application as honeybee venom
antidote but also to assess the role of the degree of substitution and
solution pH in the interactions of these anionic carriers with multi-
valent cationic cargos. Our results demonstrate that the concept of
electrostatically driven encapsulation by acid-functionalized glycogens
should be applicable not only to the model case of melittin but also to
other multivalent cationic biomolecules.

CPP 45.5 Fri 10:45 H39
Dissipative Assembly: Controlling Changes of Membrane
Topology by Reaction Cycles — ¢ GREGOR IBBEKEN and MARCUS
MUOLLER — Institut fiir Theoretische Physik, Georg-August Univer-
sitdt, Friedrich-Hund-Platz 1, 37075 Go6ttingen

Coupling a self-assembling system to a reaction cycle, we go beyond
equilibrium self-assembly toward systems that dissipate energy and
thus exhibit new, unique features of dynamic self- organization. We
consider polymers which can switch between a hydrophilic and an am-
phiphilic state and in the latter self-assemble to form vesicles in aque-
ous solution. This can occur either by macromolecular or monomeric
reactions. In both cases a precursor reacts with a fuel to a product,
which itself can decay back to the precursor. We perform particle-
based simulations using a soft, coarse grained model for polymers. For
the macromolecular reactions we find two drastically different scenar-
ios depending on the fuel volatility: (i) For high fuel volatility, the
coupling of inactivated to activated polymers introduces a length scale
which dictates the maximal vesicle size and prevents fusion beyond
this. This results in an interplay between the architecture- and the
reaction-rate-determined length and time scales. (ii) For less volatile
fuel, a fuel gradient arises in the system. This results in the com-
partments moving within the fuel gradient to approach the source. In
doing so the moieties gain material over long times which drastically
changes the formation mechanism of the vesicles. Finally, we show
that the above reaction mechanism can be mimicked by monomeric
reactions by the use of multiple, inhomogeneously distributed fuels.

CPP 45.6 Fri 11:00 H39
Influence of molecular weight of polycation polydimethyldial-
lylammonium and carbon nanotube content on the electric
conductivity of layer-by-layer films — ¢SvEN NEUBER!, ANNEKA-
TRIN SiLL!, PETER NESTLERZ, HElKO AHRENs!, and CHRISTIANE A.
Herm! — MUniverscity of Greifswald, Institut of Physics, Greifswald,
Germany — 2TUV NORD EnSys GmbH & Co. KG, Greifswald, Ger-
many

For biological and engineering applications, nm-thin films with high
electrical conductivity and tunable sheet resistance are desirable. Mul-
tilayers of polydimethyldiallylammonium chloride (PDADMA) with
two different molecular weights (322 and 44.3 kDa) and oxidized car-
bon nanotubes (CNTs) were constructed using the layer-by-layer tech-
nique. Both the film thickness and the surface coverage of the CNTs
increased linearly with the number of CNT/PDADMA bilayers de-
posited (dfilm up to 80 nm). Atomic force microscopy images showed
a predominantly surface-parallel orientation of CNTs. Ohmic behavior
with constant electrical conductivity of each CNT/PDADMA film and
conductivity up to 4¥10°3 S/m was found. A change in PDADMA
molecular weight by almost a factor of ten does not affect the film
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thickness and electrical conductivity, only the film/air roughness is
reduced. However, increasing CNT concentration in the deposition
dispersion from 0.15 up to 0.25 mg/ml results in an increased thick-

CPP 46: 2D Materials 10
Time: Friday 9:30-12:00

CPP 46.1 Fri 9:30 H36
THz conductivity of nanograined Bi2Te3 pellets with
varying Te doping — eAHANA BuarTACHARYA!, JEONGWOO
Han!, SepipeEH Izap1?, SARAH SaLLoum®, STEPHAN ScHuLz®,
GaBI ScHIERNINGZ, and MARTIN MITTENDORFF! — 1Universitét
Duisburg-Essen, Fakultdt fiir Physik, 47057 Duisburg, Germany —
2Universitat Bielefeld, Fakultéat fir Physik, 33615 Bielefeld, Germany
— 3Universitat Duisburg-Essen, Fakultit fiir Chemie, 45141 Essen,

Germany

The topological insulator Bi2Te3 hosts surface states with a high car-
rier mobility as back scattering of charge carriers is suppressed due
to the spin-momentum locking. While in large crystals the electronic
properties are dominated by the bulk states, hot-pressed pellets of
nanograined Bi2Te3 offer a high surface-to-volume ratio, which pro-
vides a platform to exploit the surface carriers even in extended sam-
ples. Here we employ THz time-domain spectroscopy to disentangle
the contribution of surface and bulk carriers to the transport proper-
ties. Even at room temperature the THz reflection is determined by
characteristic features of the high-mobility surface carriers, i.e. Drude
conductivity but also plasmonic contributions. The latter are caused
by confinement of the surface carriers due to the mechanical structure
of the sample. Variations of the Te content allows to shift the Fermi
energy and thus strongly influences the resulting THz spectra.

CPP 46.2 Fri 9:45 H36
Direct growth of monolayer MoS2 on nanostructured sili-
con waveguides — oA KUPPADAKKATH!, E NAJAFIDEHAGHANIZ,
Z Gan2, A Tuniz3, G Ncol!, H Knopr!, F LocuNEr!, F
Astanr', T Bucuer!®, S Surapual, T KiseBIErR!, S PALoMBA®, N
FeLpe?, P Paur!, T ULLspErRGER!, S ScHRODER?, A SzrcHALMID?,
T Perrscul?, I Stauvpel®, U Zerrner'?, A Georce?, A
TurcHANIN?, and F EILENBERGER! — lInstitute of Applied Physics
(FSU), Jena, Germany — 2Institute of Physical Chemistry (FSU),
Jena, Germany — 3Sydney Nano, Camperdown, Australia
4Fraunhofer IOF, Jena, Germany — ®Institute of Solid State Physics

(FSU), Jena, Germany

We report for the first time the direct growth of Molybdenum disul-
fide (MoS2) monolayers on nanostructured silicon-on-insulator waveg-
uides. Our results indicate the possibility of utilizing the Chemical
Vapour Deposition (CVD) on nanostructured photonic devices in a
scalable process. Direct growth of 2D material on nanostructures rec-
tifies many drawbacks of the transfer-based approaches. We show that
the van der Waals materials grow conformally across the curves, edges,
and the silicon-SiO2 interface of the waveguide structure. Here, the
waveguide structure used as a growth substrate is complex not just in
terms of its geometry but also due to the two materials (Si and SiO2)
involved. A transfer-free method like this yields a novel approach for
functionalizing nanostructured, integrated optical architectures with
an optically active direct semiconductor.

CPP 46.3 Fri 10:00 H36
Atomic layer deposition of ternary MoW S, — e CHRISTIAN TEs-
SAREK, T1iM GRIEB, ANDREAS ROSENAUER, and MARTIN EICKHOFF —
Institut fiir Festkorperphysik, Universitdt Bremen
Two-dimensional (2D) monolayers of binary molybdenum disulfide
(MoS2) and tungsten disulfide (WS2) belong to the transition metal
dichalcogenide (TMDC) material family and are direct band gap semi-
conductors. The optical band gap of monolayer MoSs and WSg is ~1.9
and 2.0 eV, respectively. Ternary Mo, W1_,S2 enables tuning of exci-
tonic transition energy dependent on the concentration x.

Atomic layer deposition (ALD) is used to deposit MoWS» in the
whole composition range between pure MoSs and WSs. The concen-
tration x is determined by the frequency position of the A;, Raman
mode. The distribution of W and Mo atoms in the crystal lattice
of MoWSs is studied by high resolution scanning transmission elec-
tron microscopy. Additional annealing is performed to improve struc-

ness of a CNT/PDADMA bilayer (by a factor of three). The increased
bilayer thickness is accompanied by a decreased CNT coverage and a
decreased electrical conductivity (by a factor of four).

(joint session HL/CPP/DS)
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tural and optical properties. Photoluminescence spectroscopy mea-
surements show concentration dependent spectral position of A and B
excitonic emission.

CPP 46.4 Fri 10:15 H36

Epitaxial growth of post transition metal chalcogenides:

From standard approaches to new capabilities — eEucENIO
ZaLLol2, MicHeELE BissoLo!, Marco DemBEcki!, GREGOR
KobLMULLER!, and JonatHan J. FinLey! — Walter-Schottky-

Institut and Physik Department, Technische Universitdt Miinchen,
Am Coulombwall 4, 85748, Garching, Germany — 2Paul-Drude-
Institut fiir Festkoerperelektronik, Leibniz-Institut im Forschungsver-
bund Berlin e.V., Hausvogteiplatz 5-7, 10117, Berlin, Germany

Van der Waals (vdW) materials grown epitaxially are an urgent chal-
lenge for the development of scalable and high-crystalline-quality semi-
conductor films that can be exploited for novel device technologies. 2D
materials "beyond graphene” have sparked immense interest in recent
years, due to their excellent physical properties. Among them, post
transition metal chalcogenides (PTMC, M={In,Ga} and C={S,Se,Te})
are vdW semiconductor materials with extraordinary photoresponsiv-
ity, a quasi-direct gap with a Mexican hat valence band and promis-
ing thermoelectric properties but they suffer from fast layer oxidation.
In this presentation, the molecular beam epitaxy (MBE) growth of
large-area PTMC is demonstrated on 3D and 2D bonded substrates
by means of encapsulation strategies and careful microscopic and spec-
troscopic characterizations supported by density functional theory cal-
culations. In order to study the pristine information of air sensitive
materials, we present a cutting edge UHV cluster tool for the synthe-
sis of ultrapure 2D-PTMCs and their heterostructures. The potential
directions will be described.

CPP 46.5 Fri 10:30 H36
Fabrication of Dielectric Mirrors and Microcavity Con-
figurations for Light-Matter Coupling with Transition-
Metal Dichalcogenides Heterostructures — e CHIRAG PALEKAR',
ManaN  Suan?, Fynny  Kunze?, PrTer Krar?, STEPHAN
REITZENSTEIN!, and ARasH RaniMI-Iman? — lInstitute of Solid
State Physics, Technische Universitdt Berlin, D-10623, Germany. —
2]. Physikalisches Institut und Zentrum fiir Materialwissenschaften,

Justus-Liebig Universitiat Giefen, D-35392, Germany

15 min. break

CPP 46.6 Fri 11:00 H36
Selective area growth of MoS; via CVD on patterned GalN-
AlO, substrates — eSiMON WORLE, THERESA GRUNLEITNER, ALEX
HennNING, and IaN SHARP — Walter Schottky Institute and Physics
Department, Technical University of Munich, Garching, Germany

Two-dimensional (2D) transition metal dichalcogenides have attracted
considerable attention due to their unique optoelectronic properties.
For the application of 2D materials in semiconductor devices, the con-
trolled and scalable synthesis of high-quality 2D materials is critical.
Here, we demonstrate the selective area growth of MoSs by chemical
vapor deposition (CVD) on GaN substrates that were patterned with
ultrathin aluminum oxide coatings created by low-temperature atomic
layer deposition. Optical and scanning electron microscopy images
show that mono- and few-layer MoSs flakes preferentially nucleate
and grow directly on the (uncoated) GaN. Atomic force microscopy
and Raman measurements further reveal the formation of triangular
and star-like shaped multilayer MoSs crystals at the interfaces between
GaN and AlO,. Moreover, the observed fixed orientation of the trian-
gular MoSy flakes with respect to the GaN substrate lattice indicates
van der Waals epitaxy. By altering the CVD growth conditions, the
density of deposited MoSs flakes can be tuned, resulting in the growth
of either isolated MoS2 nanosheets or continuous films, in the latter of
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which the individual flakes have coalesced.
The presented results mark an important step towards integrated
MoSs based heterostructures for semiconductor device applications.

CPP 46.7 Fri 11:15 H36
Patterned growth of transition metal dichalcogenides
monolayers and multilayers for electronic and optoelec-
tronic device application — eSeunc Heon Han!, Zivanc
Gan', EMAD NAJAFIDEHAGHANI!, FATEMEH ABTAHI?, CHRISTOF
NeuMAaNN', JuLiaN Picker!, ToBias VoGeL?, Uwe HUBNERS3, FALK
EILENBERGER?, ANTONY GEORGE!, and ANDREY TURCHANIN! —
Hnstitute of Physical Chemistry, Friedrich Schiller University Jena,
Jena, Germany — 2Institute of Applied Physics, Friedrich Schiller Uni-
versity Jena, Jena, Germany — 3Leibniz Institute of Photonic Tech-
nology (IPHT), Jena, Germany

We present a simple, large area, cost effective soft lithographic method
for growth of high-quality two-dimensional transition metal dichalco-
genides (TMDs). Initially, a liquid precursor (Na2MoO4 in aqueous
solution) is patterned on the growth substrate using micro-molding
in capillaries (MIMIC) technique. Subsequently, a chemical vapor de-
position (CVD) step is employed to convert the precursor patterns
to monolayer, few layers, or bulk TMDs, depending on the precursor
concentration. The grown patterns were characterized using optical
microscopy, atomic force microscopy, Raman spectroscopy, X-ray pho-
toelectron spectroscopy, scanning electron microscopy, and photolu-
minescence spectroscopy to reveal their morphological, chemical, and
optical characteristics. The applicability of the grown patterned TMDs
were tested for application such as field effect transistors, photodetec-
tors, and memtransistor devices.

CPP 46.8 Fri 11:30 H36
Conductive 2D MOFs in van-der-Waals heterostructures —
eJonas PoHLs!, ZHrvone Wanc2, RENHAO Donc2, and THOMAS
WEITz! — 1. Physical Institute University of Géttingen, Géttingen,
Germany — 2Technical University of Dresden, Dresden, Germany

In conventional three-dimentional (3D) Metal-Organic Frameworks
(MOFs) the electric conductivity is limited by the large separation
of the metal centers by the organic ligands. Recent advantages in the
synthesis of layered two-dimensional conjugated MOFs (2D ¢-MOFs)
lead to a large improvement of the electronic properties, these mate-

CPP 47: Active Matter 5
Time: Friday 10:00-12:45

CPP 47.1 Fri 10:00 HI18
Anomalous cooling and overcooling of active colloids —
oFABIAN JAN ScHWARZENDAHL and HaArRTMUT LOWEN — Institut fir
Theoretische Physik II: Weiche Materie, Heinrich-Heine-Universitéat
Diisseldorf, 40225 Diisseldorf, Germany

The phenomenon that a system at a hot temperature cools faster than
at a warm temperature, referred to as the Mpemba effect, has been
recently realized for trapped colloids. Here, we investigate the cooling
and heating process of a self-propelling active colloid using numerical
simulations and theoretical calculations with a model that can directly
be tested in experiments. Upon cooling activity induces a Mpemba
effect and the active particle escapes an effective temperature descrip-
tion. At the end of the cooling process the notion of temperature is
recovered and the system can exhibit even smaller temperatures than
its final temperature, a surprising phenomenon which we refer to as
activity-induced overcooling.

CPP 47.2 Fri 10:15 HI18
Active Ornstein-Uhlenbeck model for self-propelled particles
with inertia — eGia Huy PHiLiPP NGUYEN, RENE WITTMANN, and
HarrMUT LOWEN — Institut fiir Theoretische Physik II: Weiche Ma-
terie, Heinrich-Heine-Universitét Diisseldorf, Germany

Self-propelled particles, which convert energy into mechanical motion,
exhibit inertia if they have a macroscopic size or move inside a gaseous
medium, in contrast to micron-sized overdamped particles immersed
in a viscous fluid. We have studied an extension of the active Ornstein-
Uhlenbeck model, in which the self-propulsion is described by colored
noise, to access these inertial effects affecting their translational mo-

rials allow a charge transfer along both interlayer (w-m-stacking) and
intralayer (basal plane) directions [1]. In order to elucidate the under-
lying charge transport mechanisms in the 2D ¢-MOFs, we perform elec-
tronic characterizations of the films implemented in field-effect tran-
sistors under varying conditions. In addition to the improved proper-
ties of the 2D ¢-MOFs themselves, their 2D nature make them also a
promising candidate for the fabrication of van-der-Waals heterostruc-
tures with other 2D materials like graphene, which could give access
to a variety of interaction-driven effects. We present first results on
the charge transport of 2D ¢-MOFs down to the size of single crystals
as well as implemented in van-der-Waals heterostructures.

[1] Z. Wang et al. "Interfacial Synthesis of Layer-Oriented 2D Con-
jugated Metal*Organic Framework Films toward Directional Charge
Transport", J. Am. Chem. Soc. (2021)

CPP 46.9 Fri11:45 H36
Controlled Encapsulation of Monolayer MoS2 with Ultra-
thin Aluminium Oxide for Tunnel Contacts — eSERGEJ LEV-
AsHOV, CHENJIANG QIAN, THERESA GRUNLEITNER, JOoN J. FINLEY,
ALEX HENNING, and [aAN D. SHARP — Walter Shottky Institut, TUM,
Miinchen, Deutschland

Two-dimensional (2D) semiconductors have unique optoelectronic
properties that provide the opportunity to overcome current scaling
and performance limits of semiconductor devices. To harness the full of
potential of 2D materials, requires their seamless integration with bulk
materials. In particular, contacting mono- and few-layer 2D semicon-
ductors with metals is challenging since the deposition process may in-
troduce defects impeding interfacial charge transport. Here we use low-
temperature atomic layer deposition to encapsulate monolayer MoSg
with a van der Waals bonded and ultrathin aluminium oxide (AlOg)
layer. The 18 A thin AlO, coating introduces additional charge carri-
ers (~5-10'2 cm™2), while it also protects monolayer MoSz from defect
creation during metallization. Microscratching of the A1O, adlayer by
contact mode atomic force microscopy and subsequent spectroscopic
analysis demonstrate the reversibility of the charge transfer doping
effect, indicating weak interaction. Importantly, current voltage mea-
surements yielded a two-fold reduction in the contact resistance for
MoS; field-effect transistors contacted with AlOg interlayer. Over-
all, this work demonstrates the beneficial effect of the AlO, adlayer
for improving 2D device contacts and provides a scalable route to the
damage-free integration of 2D semiconductors.

(joint session DY /BP/CPP)
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tion [1]. In this talk, analytical solutions of the mean displacement,
mean-squared displacement and velocity autocorrelation function will
be discussed for a free active particle and in more general settings in-
cluding an active dimer, a time-dependent mass and various external
forces.

[1] G. H. P. Nguyen, R. Wittmann, H. Léwen, J. Phys.: Condens.
Matter 34, 035101 (2021)

CPP 47.3 Fri 10:30 H18
A quantitative scattering theory of active particles —
eTuomas InLe!, RoUpicEr KoOrsTEN!, and BENJAMIN LINDNER?
— UInstitute for Physics, University of Greifswald, Greifswald —

2Institute for Physics, Humboldt University of Berlin, Berlin

We consider a particular model of self-propelled particles with
Kuramoto-type alignment interactions. Starting from the N-particle
Fokker-Planck equation we observe that the usual factorization Ansatz
of the probability density, often called Molecular Chaos approxima-
tion, predicts a relaxation behavior which qualitatively disagrees with
agent-based simulations. Therefore, we develop a scattering theory
which resolves the time-evolution of the two-particle correlation func-
tion, i.e. goes beyond the mean-field approximation. The theory does
not require input from agent-based simulations; it is self-consistent and
leads to analytical expressions. We show that this theory predicts the
relaxation behavior of the system and the transport coefficients with
high precision in certain parameter ranges.

CPP 47.4 Fri 10:45 HI18

Hierarchical self-organization in communicating polar ac-
tive matter — e ALEXANDER ZIEPKE!, IvAN MARysSHEV', Icor S.
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Aranson?, and ErwiN FrREY! — !Ludwig-Maximilians-Universitét
Miinchen, Miinchen, Germany — ?Pennsylvania State University, Uni-
versity Park PA, USA

Self-organization in active matter plays an important role for vari-
ous biological and artificial systems. In numerous cases, inter-agent
communication is a key mechanism for the formation and localization
of critical structures, such as the fruiting body in Dictyostelium dis-
coideum or aggregation clusters in quorum-sensing bacteria. Despite
its importance, the specific role of communication and its interplay
with self-propulsion remains largely unexplored.

We propose a model for communicating active matter that endows
self-propelled polar agents with information processing and signal re-
laying capabilities. We show that information processing greatly en-
riches the ability of these systems to form complex structures, allowing
them to self-organize through a range of different collective dynamical
states at multiple hierarchical levels. This provides insights into the
role of self-sustained signal processing for self-organization in biological
systems and opens pathways for applications using chemically driven
colloids or microrobots.

CPP 47.5 Fri 11:00 H18
Collective transport of microparticles by active cells —
eROBERT GROssMANN!, KEVIN MEIssNER!, FERNANDO PERUANIZ,
and CARsSTEN Beta! — University of Potsdam, Potsdam, Germany

— 2CY Cergy Paris Université, Cergy-Pontoise, France

Motivated by the challenge of targeted delivery of micron-sized objects,
we investigate a novel type of bio-hybrid active matter, composed of
motile cells acting as autonomously moving agents that transport pas-
sive cargoes. The transport process is a collective phenomenon: a bead
can be lost by one cell and may picked up by another one, or multiple
cells transport one bead together, thereby giving rise to an intermit-
tent, stochastic stop-and-go dynamics. Combining experiment and
active matter theory, we investigate the emerging transport properties
of this system. We first deduce the waiting time distributions of ac-
tive and passive transport episodes from experiments with the amoeba
Dictyostelium discoideum: whereas the duration of actual transport
phases — determined by the time that cells and cargoes are in contact
— are exponentially distributed, the waiting time distribution for pas-
sive periods exhibits power-law characteristics which results from the
search of cells looking for immobile colloids. We predict displacement
distributions and the mean-squared displacement of colloids based on
the statistics of waiting times and particularly point out a crossover
from normal to subdiffusive scaling. These results provide the basis
for the future design of cellular micro-carriers and for extending our
findings to more advanced transport tasks in complex, disordered en-
vironments, such as tissues.

CPP 47.6 Fri 11:15 HI18
Odd viscosity and active turbulence of hydrodynamic
microrotors eJoscHA MeckE!, Yonaxianag Gao?, DIRkK
G.A.L. Aarrs3, ALBERTO MEDINA', GERHARD GOMPPER', and
MarisoL Riporr! — lInstitute of Biological Information Processing,
Forschungszentrum Jiilich, Germany — 2Institute for Advanced Study,
Shenzhen University, China — 3Department of Chemistry, University
of Oxford, UK

Suspensions of rod-like silica colloids with a ferromagnetic head are
considered in a rotating magnetic field applied parallel to a substrate.
The magnetic moment is oriented perpendicular to the rod axis which
implies a non-equilibrium vertical orientation to the substrate and syn-
chronous spinning in the rotating field. We combine experiments and
simulations to study the collective properties of these rotors. The hy-
drodynamic flows generated by the colloid rotations induce a cascade
of translational motions in the neighbouring colloids. Thus, the rotors
can be regarded as active matter with transport coefficients varying
with local configuration and thus rotor density. The competition be-
tween hydrodynamic and steric interactions renders the translational
dynamics non-monotonous in rotor density. The ensemble dynamics
shows the emergence of eddies of various sizes reminiscent of turbu-
lence. Furthermore, the rotor fluid is a realisation of a chiral active
fluid with odd viscosity, that manifests itself in stress forces orthog-
onal to the direction of shear. In vortex flow, the stress acts like an
effective pressure leading to density-vorticity correlations. Our exper-
imental and numerical results are found to be in agreement.

CPP 47.7 Fri 11:30 HI18
Two-temperature activity drives liquid-crystal and crystalline
order in soft repulsive spherocylinders — eJAYEETA CHAT-
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TOPADHYAY, SINDHANA PANNIR-SivajoTHi, KAARTHIK VARMA, SRI-
RAM RamaswaMy, CHANDAN Dascupta, and PraBarL K. Maitt —
Centre for Condensed Matter Theory, Department of Physics, Indian
Institute of Science, Bangalore 560012, India

We study the scalar activity induced phase separation and liquid crys-
tal ordering in a system of Soft Repulsive Spherocylinders (SRS) of
various aspect ratios (L/D). Activity was introduced by increasing the
temperature of half of the SRS (labeled ‘hot’) while maintaining the
temperature of the other half constant at a lower value (labeled ‘cold’).
The difference between the two temperatures scaled by the lower tem-
perature provides a measure of the activity. We find that activity
drives the cold particles through a phase transition to a more ordered
state and the hot particles to a state of less order compared to the
initial equilibrium state. For L /D = 5, the cold components of a ho-
mogeneous isotropic (I) structure acquire nematic (N) and, at higher
activity, crystalline (K) order. Similarly, the cold zone of a nematic
initial state undergoes smectic (Sm) and crystal ordering while the
hot component turns isotropic. Interestingly, we observe liquid crystal
ordering for the spherocylinders having aspect ratio below Onsager’s
limit. The hot particles occupy a larger volume and exert an extra ki-
netic pressure, confining, compressing and provoking an ordering tran-
sition of the cold-particle domains.
Ref:Phys. Rev. E104, 054610 (2021).

CPP 47.8 Fri 11:45 HI18

Spontaneous trail formation in populations of communicating

active walkers — ZAHRA MOKHTARI!, ROBERT I. A. PATTERSONZ,

and eFELIx HoFLINGD3 — 1Dept. Mathematics and Computer Sci-
ence, Freie Universitdt Berlin — 2WIAS Berlin — 3Zuse Institute
Berlin

How do ants form long stable trails? Despite abundant evidence that
trail formation in colonies of insects or bacteria originates in their
sensing of and responding to the deposits of chemicals that they pro-
duce, there is no consensus on the minimum required ingredients for
this phenomenon. To address this issue, here, we develop an agent-
based model in terms of active random walkers communicating via
pheromones, which can generate trails of agents from an initially ho-
mogeneous distribution [1]. Based on extensive off-lattice computer
simulations we obtain qualitatively the non-equilibrium state diagram
of the model, spanned by the strength of the agent-chemical interaction
and the number density of the population. In particular, we demon-
strate the spontaneous formation of persistent, macroscopic trails, and
highlight some behaviour that is consistent with a dynamic phase tran-
sition. We also propose a dynamic model for few macroscopic observ-
ables, including the sub-population size of trail-following agents, which
captures the early phase of trail formation. At high densities and for
strong alignment, we observe that rotating clusters (“ant mills”) are
more stable than trails and can swallow them up.

[1] Z. Mokhtari, R. I. A. Patterson & F. Hofling, New J. Phys. 24,
013012 (2022).

15 min. break

CPP 47.9 Fri 12:.00 H18
Dynamics of microalgae in a porous environment — eFLORIAN
voN RULING, LiuBov BAKHCHOVA, DMITRY PUzZYREV, ULRIKE STEIN-
MANN, and ALEXEY EREMIN — Otto von Guericke University Magde-
burg, Germany

The navigation through complex environments is a task the microal-
gae Chlamydomonas reinhardtii are frequently confronted with in their
natural habitats, where they encounter suspended and sedimented par-
ticles as well as rough surfaces. To investigate the motion in heteroge-
neous surroundings, we observe dilute and crowded active colloidal sus-
pensions of Chlamydomonas in quasi-two-dimensional microstructured
PDMS-channels. Arrays of cylindrical or elongated pillars with vary-
ing lattice spacing and obstacle orientation serve as artificial porous
environments. The swimmer behaviour is characterised by means of
velocity and orientation autocorrelation functions, trajectory straight-
ness, velocity distributions and the reflection/transmission coefficients
for the porous segments.

CPP 47.10 Fri 12:15 HI18
Extending the active Phase Field Crystal model to describe
motility-induced condensation and crystallization — eMax
PuiLipp Horn! and Uwr TuieLeb2 — lInstitut fiir Theoretische
Physik, Universitit Miinster — 2Center for Nonlinear Science, Uni-
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versitat Miinster

The passive conserved Swift-Hohenberg equation (or phase-field-
crystal [PFC] model) corresponds to a gradient dynamics for a single
order parameter field related to density [1]. It provides a microscopic
continuum description of the thermodynamic transition between lig-
uid and crystalline states. A recent extension allows one to investigate
both, vapour-liquid and liquid-solid transitions [3]. We first discuss the
bifurcation and phase structure of this passive, i.e., thermodynamic
model. Our subsequently introduced extension of the standard active
PFC model [2] is able to describe passive and active (motility-induced)
vapour-liquid and liquid-solid transitions. This is shown through a bi-
furcation and phase analysis based on path continuation supplemented
by time simulations.

[1] H. Emmerich, H. Lowen, R. Wittkowski, T. Gruhn, G. I. T6th, G.
Tegze, and L. Granasy. Phase-field-crystal models for condensed mat-
ter dynamics on atomic length and diffusive time scales: an overview.
Adv. Phys., 61:665-743, 2012 [2] A. M. Menzel and H. Lowen. Trav-
eling and resting crystals in active systems. Phys. Rev. Lett.,
110:055702, 2013 [3] Z.-L. Wang, Z. Liu, Z.-F. Huang, and W. Duan.
Minimal phase-field crystal modeling of vapor-liquid-solid coexistence
and transitions. Phys. Rev. Materials, 4:103802, 2020

CPP 47.11 Fri 12:30 H18
Engines driven by active fields — eParrick PieTzonkal and
MicHAEL E. Cares? — Max Planck Institute for the Physics of Com-
plex Systems, Dresden, Germany — 2Department of Applied Mathe-
matics and Theoretical Physics, University of Cambridge, United King-
dom

On macroscopic scales, where trajectories of individual particles cannot
be observed, active matter may appear like matter in thermal equilib-
rium. We discuss how the non-equilibrium character of active matter
can nonetheless be revealed by using it as a working medium of engines
delivering mechanical work in an isothermal environment. We focus on
scalar active field theories such as the active model B as minimal con-
tinuum models for active matter undergoing a phase separation. The
shape and chemical potential of droplets can be controlled through
external potentials and activity patterns. We show how an asymmet-
ric periodic activity pattern can drive a flow of active matter against
an external force, thus acting as an autonomous engine. Moreover,
we calculate and optimise the work that can be extracted by a cyclic
engine that manipulates the activity and the potential landscape.

CPP 48: Electrical, Dielectrical and Optical Properties of Thin Films (joint session CPP/KFM)

Time: Friday 11:30-12:30

CPP 48.1 Fri 11:30 H38
Mechanical nanoscale polarization switching in ferroelectric
polymer films — eKATHRIN DORR, MARTIN KocH, DiANA RATA,
and RoBerT RoTH — MLU Halle-Wittenberg

Ferroelectric polymer films offer strong advantages like mechanical flex-
ibility, biocompatibility, optical transparency and low-cost processing.
However, their dielectric or piezoelectric performance is often inferior
to that of oxide ferroelectric materials. Key to that is the electric dipo-
lar order which is naturally lower in semicrystalline polymers than in
crystalline ferroelectrics. We introduce the reorientation and alignment
of the electric polarization in thin films utilizing the mechanical effect
of an unbiased scanning force microscopy tip, providing a versatile tool
for nanoscale domain writing [1]. Thin films (50 - 150 nm) of P(VDF-
TrFE) (78:22) on graphite were prepared with dense (110)-oriented
beta-phase lamellae randomly oriented in the film plane. Domain pat-
terns with resolution down to 50 nm have been written with four (out
of six possible) local polarization orientations. Written domains show
excellent long-time stability. We discuss a ferroelastic origin of the me-
chanical polarization switching and make suggestions for how to utilize
the domain patterns in thin film devices. [1] Adv. Electron. Mater.
2022, 2101416

CPP 48.2 Fri 11:45 H38
In-situ investigations of morphology degradation and ox-
idation level changes in EMIM DCA post-treated PE-
DOT:PSS thin films upon external influence — eANNA LENA
OrcusLe!, Junian E. Hecer!, Nian Li!, Suansan Yin!, Sigrip
BERNSTORFF2, and PETER MULLER-BuscuBaUM!3 — 1TU Miinchen,
Physik-Department, LS Funktionelle Materialien, 85748 Garching —
2ELETTRA, 34149 Basovizza TS, Italy — 3MLZ, TU Miinchen, 85748
Garching

Nowadays thermoelectric generators are considered a promising tech-
nique for heat waste recovery as they enable a direct conversion of a
temperature gradient into electrical power. Especially, organic thermo-
electric polymers are attractive, owning some advantages like low cost,
lightness and high mechanical flexibility, low or no toxicity, as well as
a usually low thermal conductivity. In our work we show the positive
effect of ionic liquid (IL) treatment on the thermoelectric properties,
Seebeck coefficient and electrical conductivity, of semi-conducting PE-
DOT:PSS thin films. Furthermore with different in-situ experiments
like GISAXS (grazing incidence small angle x-ray scattering), UV-Vis,
and conductivity measurements we examine the inner film morphol-
ogy and oxidation level changes upon operation at different ambient
conditions.

CPP 48.3 Fri 12:00 H38
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Location: H38

Improvement of TE properties of PEDOT:PSS films via
DMSO addition and DMSO/salt post-treatment resolved
from a fundamental view — eSuo Tu!, Tine Tian!, ANNA-
LeNa OrcssLE!, SHANSHAN YIN!, XiNnvu Jianc!, WEr Caol, Nian
Li', ManueL A. Reus!, Lennarr K. ReB!, Suuiin Hou?, ALl-
AKSANDR S. BANDARENKAZ, MATTHIAS SCHWARTZKOPF>, STEPHAN
V. Roru®, and PeTER MULLER-BuscuBaum!* — 'TU Miinchen,
Physik-Department, LS Funktionelle Materialien, 85748 Garching —
2TU Miinchen, Physik-Department, Physik der Energiewandlung und
-speicherung, 85748 Garching — 3DESY, 22607 Hamburg — 4MLZ,
TU Miinchen, 85748 Garching

The combination of DMSO-solvent doping and physical-chemical
DMSO/salt de-doping in a sequence has been used to improve the ther-
moelectric PEDOT:PSS films. The initial DMSO-doping treatment in-
duces a distinct phase separation by facilitating the aggregation of the
PEDOT molecules. At the same time, the subsequent DMSO /salt de-
doping post-treatment strengthens the selective removal of the surplus
non-conductive PSS chains. Substantial alterations in the oxidation
level, chain conformations, PEDOT crystallites and their preferential
orientation are observed upon treatment on the molecular level. At
the mesoscale level, the purification and densification of PEDOT-rich
domains enable the realization of inter-grain coupling by the formation
of the electronically well-percolated network. Thereby, both electrical
conductivity and Seebeck coefficient are optimized.

CPP 48.4 Fri 12:15 H38
Exciton dynamics in surface-mounted metal-organic frame-
works: A femtosecond transient absorption study
oVIPILAN SIVANESAN!, MARTIN RicHTER!, DEBKUMAR RANAl,
RitesH HaLpar?, CurisToPH WoLL?, and PETRA TEGEDER!
I Physikalisch-Chemisches Institut, Universitdt Heidelberg, Germany
— 2Institute of Functional Interfaces, Karlsruhe Institute of Technol-
ogy, Germany

For the optimization of organic optoelectronic devices, it is impor-
tant to understand the ultrafast electronically excited state dynam-
ics in organic semiconductors after optical excitation. For instance,
different molecular packing and relative orientations of the optically
active chromophores can affect the excitonic coupling strength. This
can be studied in crystalline molecular assemblies by integrating these
chromophores into surface-mounted metal-organic frameworks (SUR-
MOFs) as organic linkers. Varying the side-groups of the molecules
enables to engineer the crystal structure to tune the excitonic cou-
pling. To analyse the influence of this crystal engineering on the ultra-
fast dynamics we investigated thin films of chromophore functionalized
Zn-SURMOF by means of femtosecond transient absorption.
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CPP 49: Polymer and Molecular Dynamics, Friction and Rheology

Time: Friday 11:30-13:00

CPP 49.1 Fri 11:30 H39
Molecular Mobility and Physical Aging in Polymers of Intrin-
sic Microporosity (PIM-1) Revisited: A Big Glassy World —
eFARNAZ EMAMVERDI, MARTIN BOHNING, and ANDREAS SCHONHALS
— Bundesanstalt fiir Materialforschung und -priifung (BAM), Berlin,
Germany

Polymers of Intrinsic Microporosity (PIMs) are promising candidates
for the active layer in gas separation membranes because of their high
permeability and reasonable permselectivity. However, PIMs suffer
from a decrease in performance with time due to physical aging. The
initial microporous structures approach a denser state via local rear-
rangements, leading to a reduction of the permeability. Hence a char-
acterization of the molecular mobility in these materials can provide
valuable information about physical aging. In this work, the dielec-
tric behavior of PIM-1 films and their behavior upon heating (aging)
were revisited during different heating/cooling cycles in a broad tem-
perature range between 133 K and 523 K. In addition, the obtained
results were compared with data of samples that were annealed at
ambient temperatures for different time. Multiple dielectric processes
were observed like different relaxations due to local fluctuations and a
Maxwell-Wagner-Sillars polarization effects due to the microporosity.
The temperature dependence of the rates of all the processes follows
the Arrhenius law where the estimated activation energy depends on
the process. The influence of the thermal history on the processes is
discussed in detail.

CPP 49.2 Fri 11:45 H39
Orientation approach to the light-induced surface relief
gratings formation in azopolymer materials — eNiNna TVER-
DOKHLEB, BHARTI Yapav, and MARINA SAPHIANNIKOVA — Leibniz-
Institut fiir Polymerforschung Dresden e. V., PF 120411, 01005 Dres-
den

The phenomenon of azopolymer deformation giving rise to surface re-
lief gratings (SRG) under the influence of polarized light was discovered
two and a half decades ago. Despite the numerous different theoretical
approaches to this effect, an accurate representation that would inter-
pret all peculiarities of this phenomenon is absent. At present, the
light-induced orientation of polymer backbones looks like the most
promising explanation [1]. With help of this orientation approach
and the finite element modeling software ANSYS, we simulate the
viscoplastic formation of sinusoidal protrusions produced by the ap-
plied light-induced stress on the thin azopolymer films. We explain
the difference in SRG height for irradiation with various interference
patterns. It is found that the mechanical boundary conditions have a
crucial impact on the output. The results of our viscoplastic modeling
are in good agreement with recent experiments [2]. [1] B. Yadav et al.
J. Phys. Chem. B 122 (2019) 2001-2009. |2] B. Yadav, N. Tverdokhleb
et al. Macromol. Mater. Eng. (2022) 2100990.

CPP 49.3 Fri 12:00 H39
Measuring Volume Exclusion on Single Polymer Chains Dif-
fusing in Solution — eToBias THALHEIM and FrRank CicHOs —
Peter Debye Institute for Soft Matter Physics, Leipzig University, Ger-
many

Excluded volume effects in single polymer chains occur due to long-
range interactions of distant segments in the chain which cannot pass
through each other entailing a strong influence of the static as well as
the dynamic behavior of the polymer. Various theoretical descriptions
were thus devised to incorporate these effects in the interpretation
of experimental outcomes. A theory by Schéfer and Kriiger incorpo-
rating this real-polymer phenomenon predicts a distribution function
which describes the total segment density about an individual poly-
mer’s center of mass. This distribution function augments the picture
of an ideal Gaussian chain by correction functions that account for
volume exclusion and which were derived in the framework of renor-
malization groups. Although this permits the assessment of the role
of volume exclusion for single chains in contrast to usual accesses via
scaling theories or ensemble measurements, this theory has never been
tested before. We report on experiments including two types of freely-
diffusing double-stranded DNA molecules that utilize Schéfer’s and
Kriiger’s theory to investigate these effects. We show that for short A-
DNA molecules volume exclusion is of minor importance, whereas long
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Location: H39

T4-DNA molecules exhibit prominent volume exclusion. Furthermore,
we employ a thermophoretic trapping method to test this theory on
single compressed polymers subjected to a virtual harmonic potential.

CPP 49.4 Fri 12:15 H39
Dynamics in polymer-fullerene blends for photovoltaic ap-
plications studied with quasielastic neutron scattering —
eDoMINIK M. ScHwaIGER!, WIEBKE LonsTroH2, and PETER
MULLER-BuscuBaum®2 — ITU Miinchen, Physik-Department, LS
Funktionelle Materialien, 85748 Garching — 2MLZ, TU Miinchen,
85748 Garching

In organic photovoltaics, donor - acceptor bulk heterojunctions are of-
ten used as active layer due to their superior performance compared to
e.g. planar structured devices. In this optically active polymer layer,
photons are absorbed, excitons are created, subsequently dissipated at
a material interface and hence free charges are provided. A promising
low-bandgap electron donor material is the conjugated polymer PTB7
that is often used in combination with the fullerene derivate PCBM.
Besides a large number of studies on structure and electrical prop-
erties, the level of knowledge about dynamics in this system is very
limited. We investigated films of PTB7, PCBM and different blends
of these two, prepared out of chlorobenzene solutions. Quasielastic
neutron scattering experiments were performed to determine hydro-
gen dynamics on a pico- to nanosecond timescale. In addition, two
well established techniques for performance enhancement in organic
photovoltaics, namely the addition of DIO to the casting solution and
a methanol posttreatment of the active layer, are applied and their
influence on the polymer dynamics is investigated.

CPP 49.5 Fri 12:30 H39
Equilibration of free-standing films of highly entangled poly-
mer melts — eHsiao-Ping Hsu and Kurr KREMER — Max-Planck-
Institut fiir Polymerforschung, Ackermannweg 10, 55128, Mainz, Ger-
many

Equilibrating confined and free-standing films of highly entangled poly-
mer melts is a challenge for computer simulations. We approach this
problem by first studying polymer melts based on a soft-sphere coarse-
grained model confined between two walls. The distance of the walls is
compatible with the simulation box of bulk melts in equilibrium, while
periodic boundary conditions in the directions parallel to the walls are
kept. Then we successively insert more fine grained polymer repre-
sentations until the underlying microscopic details of the bead-spring
model are reached. Tuning the wall potential, the monomer density
of confined polymer melts in equilibrium is kept at bulk melt density
even near the walls. Switching to another recently developed variant
of the bead-spring model we can study melts at zero pressure [1] and
study free-standing polymer films [2]. Furthermore, this also allows us
to study free-standing films under strain and analyze the influence of
entanglements on the local film morphology.

[1] H.-P. Hsu, K. Kremer, J. Chem. Phys. 150, 091101 (2019); 150,
159902 (2019).

[2] H.-P. Hsu, K. Kremer, J. Chem. Phys. 153, 144902 (2020); 156,
019901 (2022).

CPP 49.6 Fri 12:45 H39
Liquid flow through nanoporous media: non-linear response
and blocking — eRova EBraniMI VianD! and FELix HOFLING!2 —
IDepartment of Mathematics and Computer Science, Freie Universitt
Berlin, Germany — 2Zuse Institute Berlin, Germany

Directed fluid flow is a major transport mechanism in porous me-
dia that can either be generated by pumps or emerge in response
to a pressure gradient. The pressure-flow relation and how it de-
pends on the structure and geometry of the medium is investigated by
non-equilibrium molecular dynamics (NEMD) simulations of a flow of
dense liquids through regular bead packings as a model for nanoporous
medium. Upon decreasing the porosity, we find a significant non-linear
response. The linear permeability varies over two orders of magnitude
and vanishes beyond a critical porosity. Our simulations further ex-
hibit a substantial increase in temperature inside the porous medium,
which we attribute to the local balance of energy fluxes using fluid
mechanical conservation laws. Finally, we show that a recent NEMD
approach based on the adaptive resolution simulation (AdResS) tech-
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nique can help to decrease the required simulation volume considerably [1] R. Ebrahimi Viand et al., J. Chem. Phys. 153, 101102 (2020)
[1,2]. This simulation approach is expected to be highly applicable for [2] R. Klein, R. Ebrahimi Viand et al., Adv. Theory Simul. 4,
research on flow in porous as well as biological media. 2100071 (2021)

CPP 50: Nanostructures, Nanostructuring and Nanosized Soft Matter

Time: Friday 12:30-13:00 Location: H38

CPP 50.1 Fri 12:30 H38 CPP 50.2 Fri 12:45 H38
The effect of solvent vapor annealing on diblock copolymer The kinetics and free-energy landscape of grain-boundary
templated mesoporous Si/Ge/C thin films — eCHRISTIAN L. motion incylinder-forming copolymers — eNikLAs BLAGOJEVIC
WEeINDL!, CHRIsTIAN E. Fasman?, MicHAEL A. GieBeL?, KERSTIN and Marcus MULLER — Universitit Gottingen, Institut fiir Theo-
S. WienHOLD!, SHANSHAN YIN!, TiNG Tian!, CHRISTINA GEIGER!, retische Physik

Lucas P. KREUZER®, MATTHIAS SCHWARTZKOPF®, STEPHAN V.
Rotu34, THoMas F. FissLEr?, and PETER MULLER-BuscaBaum!-®
— I'TU Miinchen, Physik-Department, LS Funktionelle Materialien,
85748 Garching — 2TU Miinchen, LS Anorganische Chemie mit Schw-
erpunkt Neue Materialien, Chemie-Department, 85748 Garching —
3DESY, 22607 Hamburg — “Royal Institute of Technology KTH, 100
44 Stockholm — SMLZ, TU Miinchen, 85748 Garching

Block copolymers which self-assemble into a dense array of
hexagonally-packed cylinders are promising canditates for filtering
membranes with pore sizes in the nanometer range used to extract or
to purify a substance. The cylinders act as selective transport channels
and it is important to align the cylinders along the desired flux direc-
tion. A fundamental understanding on how to control the cylinder
orientation in the processing of the membrane, however, is incomplete

The latest research has revealed promising results for silicon (Si) and and successful applications have often relied on trial-and-error searches
germanium (Ge) as anode materials for lithium-ion batteries. These in the high-dimensional space of process parameters.

two group 14 semiconductors are considered auspicious additives in To gain fundamental understanding about orientation mechanisms
graphite anodes due to their high specific capacity (Si) and electron of cylindrical copolymer phases, we employ large-scale computer sim-
mobility (Ge). This study aims to synthesize a mesoporous Si/Ge/C ulations of a particle based model in a highly efficient GPU-parallel
structure by using a wet chemical sol-gel approach with the structure- implementation with sophisticated free-energy techniques. With this,
directing amphiphilic diblock copolymer PS-b-PEO and the Zintl we study the kinetics of grain-boundary motion of cylindrical copoly-
cluster K12SizGe17—,. Furthermore, we investigate the structural mer domains — resembling the (re-)orientation mechanisms — and the
changes on the spin-coated thin films upon exposure to a saturated Minimum Free-Energy Path of the associated changes of the domain
toluene/butanol atmosphere. For morphlolgical analysis, scanning topology. The simulation study has provided direct insights into the
electron microscopy will be combined with grazing-incidence small- kinetics and the free-energy landscapes of orientation mechanisms and

angle x-ray scattering (GISAXS). Moreover, energy-dispersive X-ray ordering in the early and late stages.
spectroscopy, Raman spectroscopy and powder X-ray diffraction are
used for further elemental and crystalline phase analysis.

CPP 51: Overview Talk Claus M. Schneider (joint session O/CPP)

Time: Friday 13:15-14:00 Location: S054
Invited Talk CPP 51.1 Fri 13:15 S054 in momen- tum space. The interplay of competing mechanisms of-
Exploring the Mysteries of Topology in Quantum Materi- ten results in unusual charge and spin transport phenomena in such
als — eCraus M. ScHNEIDER — Peter Griinberg Institut PGI-6, materials. In order to understand the physical properties of quantum
Forschungszentrum Jiilich, 52425 Jiilich materials on a fundamental level, we need to explore these electronic

states in detail and disentangle the role of the various interactions.
For this purpose, we employ electron spectroscopic approaches, which
explicitly take the electron spin as an experimental quantity into ac-
count. In this contribution we discuss an avenue starting from simple
single-crystalline systems (e.g, W(011), Fe(100) and Co(100)) to more
complex 2D and 3D quantum materials and detail the role of the in-
dividual interactions and symmetry-breaking mechanisms by experi-
mental examples.

A characteristic feature of emergent or quantum materials is the com-
petition of various spin-dependent interactions, such as spin-orbit cou-
pling and exchange interaction. In addition, depending on the mate-
rial system, there may be a breaking of time-reversal and/or inversion
symmetries at play. As a consequence, topological materials may range
from metals to insulators. In the vicinity of the Fermi level, this sit-
uation leads to peculiar electronic dispersions associated with Dirac
and Weyl points, eventually also resulting in complex spin textures
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