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Hartree-Fock simulation of hematite surfaces with a posterior: cal-
culation of correlation energy — eDAVID SCHOLZ, THOMAS STIRNER
Toward Atomic-Scale Optical Spectroscopy in Plasmonic STM
Junctions — eTAKASHI KUMAGAI

Predominance of non-adiabatic effects in zero-point renormal-
ization of electronic energies. — eXAVIER GONZE, ANNA MIGLIO,
VERONIQUE BROUSSEAU-COUTURE, GABRIEL ANTONIUS, YANG-HAO
CHAN, STEVEN LOUIE, GIANTOMASSI MATTEO, MICHEL COTE

Excited State Dynamics at Interfaces with Organic Semiconduc-
tors — ePETRA TEGEDER

Surface templating in on-surface synthesis: Directing the reaction
pathway — ANTJE KuTz, MD TAIBUR RAHMAN, VILLE HAAPASILTA,
CHIARA VENTURINI, RALF BECHSTEIN, ANDRE GOURDON, ADAM S.
FOSTER, e ANGELIKA KUHNLE

A microscopic view of graphene quantum Hall edge states with
STM and AFM measurements — ¢JOSEPH A. STROSCIO

Mbolecular nanostructures on metals vs. graphene: towards pre-
serving functional properties — eMEIKE STOHR

Nanotuning via local work function control: Ethylene hydro-
genation on supported Pt nanoclusters — eUELI HEIZ, MARIAN
D. ROTZER, MAXIMILIAN KRAUSE, ANDREW S. CRAMPTON, BOKWON
YoonN, Uzl LANDMAN

Tales of 1000 and 1.2 electrons: Grand Canonical Simulations of
Electrified Interfaces using Implicit Solvation Models — eNICOLAS
G. HORMANN

Electrochemical microcalorimetry - measuring the entropy of elec-
trochemical reactions — eROLF SCHUSTER

Probing Nanophotonic Modes and Optical Phase Shaping of Elec-
tron Beams in Ultrafast Transmission Electron Microscopy —
¢ ARMIN FEIST

Atomic scale neural circuitry capable of self-adaptation — eBRIAN
KIrRALY

Polarons in oxide surfaces — e CESARE FRANCHINI

Molecular switches at surfaces — ePETRA RUDOLF

Molecular Nanoprobe - utilizing a single molecule as detector —
eMARKUS LEISEGANG

Exploring the Design Space of Organic Semiconductors with Ma-
chine Learning — eHARALD OBERHOFER
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Machine learning for molecular nanorobotics — e CHRISTIAN WAG-
NER

Theory-informed Machine Learning for Interface Structure Re-
construction from Experimental Data — ERIC SCHWENKER, CHAI-
TANYA KOLLURU, SPENCER HILLS, ARUN MANNODI KANAKKITHODI,
FATIH SEN, MICHAEL STERNBERG, eMARIA CHAN

Attosecond coherent manipulation of electrons in tunneling mi-
croscopy — eMANISH GARG, KLAUS KERN

Ultrafast dynamics of charge transfer and Frenkel excitons in
molecular thin films — eBENJAMIN STADTMULLER

In-situ identification of catalytically active surface sites using elec-
trochemical STM — e ALIAKSANDR BANDARENKA

Hybrid Perovskites: polarons, excitons and phase diagrams —
e¢GEORG KRESSE, MENNO BOKDAM, RYOSUKE JINNOUCHI

Towards FAIR experimental data — e¢CLAUDIA DRAXL
Reproducible data analysis with Snakemake — ¢JOHANNES KOSTER
The art of molecular manipulation with the scanning tunneling
microscope: controlled rotations — eNICOLAS LORENTE
On-surface Chemical Reactions of Heterocycles for Functional
Nanomaterials — eSHI-XIA LIU

The shiniest gold (111) surface — WERONICA LINPE, JONAS EVERTS-
SON, GIUSEPPE ABBONDANZA, ALFRED LARSSON, GARY HARLOW, Jo-
HAN ZETTERBERG, LisA RAMISCH, SEBASTIAN PFAFF, eEDVIN LUND-
GREN

Electron-phonon interactions
CARUSO

Detection of strong interaction between electrons and antiferro-
magnetic magnons in Ba; K, Mny;As;, — TIANLUN YU, Rul PENG,
GUANGHAN CAO, eHAICHAO XU, DONGLAI FENG

1.*Real-space investigation of the influence of polar species on ice
structure — eKKARINA MORGENSTERN

Exploration of complex interfacial networks and 2D tesselations
— oJOHANNES V BARTH

Video STM of particle diffusion on crowded surfaces — eJOOST
WINTTERLIN

Huge quantum effects on the 250 K superconducting lanthanum
hydride — eION ERREA

Coupling of electronic and atomic degrees of freedom in surface-
stabilized quasi-1D systems — ¢WOLF GERO SCHMIDT

Positron Beams for Elemental and Structure Analysis of Surfaces
— oCHRISTOPH HUGENSCHMIDT

theoretical studies on the state and fate of single atom catalysts:
from hydroformylation to CO oxidation — eFELIX STUDT
Ultrafast charge transfer dynamics in 2D heterostructures —
oGIULIO CERULLO, STEFANO DAL CONTE, ZILONG WANG, CHIARA
TROVATELLO

Dynamic non-linear multi-frequency analysis:
electron-transfer theory — eFABIO LA MANTIA
Resolving Chemical Bond Dynamics at an Electrode Surface —
o TANJA CUK

Photoelectron spectroscopy at liquid/solid interfaces — eHENDRIK
BLuaMm

in realistic materials — eFABIO

investigating the

Invited talks of the joint symposium SYSD
See SYSD for the full program of the symposium.

SYSD 1.1

SYSD 1.2 Mon

Mon

9:30— 9:55

9:55-10:20

HSZ 02

HSZ 02

Disentangling transport in topological insulator thin films down to
the nanoscale — eFELIX LUPKE

Spintronics with Terahertz Radiation: Probing and driving spins at
highest frequencies — ¢TOM SEBASTIAN SEIFERT, TOBIAS KAMPFRATH
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SYSD 1.3 Mon 10:20-10:45 HSZ 02 Non-radiative voltage losses in organic solar cells — ¢JOHANNES BEN-
DUHN

SYSD 1.4 Mon 10:45-11:10 HSZ 02 Multivalent ions for tuning the phase behaviour of protein solutions
— oOLGA MATSARSKAIA

SYSD 1.5 Mon 11:10-11:35 HSZ 02 Network Dynamics under Constraints — eMALTE SCHRODER

SYSD 1.6 Mon 11:35-12:00 HSZ 02 Exciton spectroscopy of van der Waals heterostructures — ePHILIPP
NAGLER

Invited talks of the joint symposium SYAS
See SYAS for the full program of the symposium.

SYAS 1.1 Mon 15:00-15:30 HSZ 02 Ultrafast Coherent Spin-Lattice Interactions in Ferromagnets —
eSTEVEN L. JOHNSON

SYAS 1.2 Mon 15:30-16:00 HSZ 02  Ab-initio treatment of ultrafast spin-dynamics — eSANGEETA
SHARMA, J. K. DEWHURST

SYAS 1.3 Mon 16:00-16:30 HSZ 02 Light-wave driven Spin Dynamics — eMARTIN SCHULTZE, SANGEETA
SHARMA, MARKUS MUNZENBERG

SYAS 1.4 Mon 16:45-17:15 HSZ 02 All-coherent subcycle switching of spins by THz near fields —
eCHRISTOPH LANGE

SYAS 1.5 Mon 17:15-17:45 HSZ 02 Ultrafast optically-induced spin transfer in ferromagnetic alloys —
¢STEFAN MATHIAS

Invited talks of the joint symposium SYBD
See SYBD for the full program of the symposium.

SYBD 1.1 Tue  9:30-10:00 HSZ 02 Materials innovation driven by data and knowledge systems —
eSURYA KALIDINDI

SYBD 1.2 Tue 10:00-10:30 HSZ 02 Network Theory Meets Materials Science — ¢ CHRIS WOLVERTON, MU-
RAT AYKOL, VINAY HEGDE

SYBD 1.3 Tue 10:30-11:00 HSZ 02 Verification and error estimates for ab initio data — eCLAUDIA DRAXL

SYBD 1.4 Tue 11:15-11:45 HSZ 02 Identifying Domains of Applicability of Machine Learning Models
for Materials Science — eMARIO BOLEY, CHRISTOPHER SUTTON, LUuca
M. GHIRINGHELLI, MATTHIAS RUPP, JILLES VREEKEN, MATTHIAS SCHEF-
FLER

SYBD 1.5 Tue 11:45-12:15 HSZ 02 Deep learning of low-dimensional latent space molecular simulators
— e ANDREW FERGUSON

Invited talks of the joint symposium SYWH
See SYWH for the full program of the symposium.

SYWH 1.1 Wed 15:00-15:30 HSZ 02 Engineering 2D materials with a twist — e¢CORY DEAN

SYWH 1.2 Wed 15:30-16:00 HSZ 02 Flat Bands and Correlated Electronic States in Two Dimensional
Atomic Crystals — eEvA Y. ANDREI

SYWH 1.3 Wed 16:00-16:30 HSZ 02 Lightwave electronics and valleytronics in van der Waals layered
materials — eRUPERT HUBER

SYWH 1.4 Wed 16:30-17:00 HSZ 02 Interaction and Topological Effects in Atomically Thin Two-
dimensional Materials — eSTEVEN G. LOUIE

SYWH 1.5 Wed 17:00-17:30 HSZ 02 Excitons in 2D Semiconductors and Heterostructures —
e ALEXANDER HOGELE

Invited talks of the joint symposium SYED
See SYED for the full program of the symposium.

SYED 1.1 Thu  9:30-10:00 HSZ 01 Ultrafast electron dynamics at laser-irradiated surfaces — eBAERBEL
RETHFELD
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Unraveling Momentum-Dependent Electron-Phonon Coupling and
its Role in the Origin of Charge Density Wave Phases — eBRADLEY
SIWICK, MARTIN OTTO, JAN-HENDRIK POHLS, LAURENT RENE DE
COTRET, MARK SUTTON

Light MATTERSs!!! — eHRVOJE PETEK, ANDI L1, ZEHUA WANG, MAR-
CEL REUTZEL

Quantum localization and delocalization of charge carriers in molec-
ular organic crystals — ¢JOCHEN BLUMBERGER

Single-Atom Catalysis (SAC): How Structure Influences Reactivity
— oGARETH PARKINSON

Invited talks of the joint symposium SYES
See SYES for the full program of the symposium.

SYES 1.1

SYES 1.2

SYES 1.3
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SYES 1.5

SYES 2.1

SYES 2.2
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Understanding the physical variables driving mechanosensing —
ePERE ROCA-CUSACHS

Mechanics of life: Cellular forces and mechanics far from thermo-
dynamic equilibrium — ¢TiMO BETZ

A hydrodynamic approach to collective cell migration in epithelial
tissues — e¢JAUME CASADEMUNT

The spindle is a composite of two permeating polar gels — DaAvID
ORIOLA, BENJAMIN DALTON, FRANZISKA DECKER, FRANK JULICHER, eJAN
BRUGUES

Adding magnetic properties to epitaxial graphene — ¢RODOLFO MI-
RANDA

Interactions in assemblies of surface-mounted magnetic molecules —
eWOLFGANG KucH

Towards phononic circuits based o optomechanics — eCLIvViA M.
SOTOMAYOR-TORRES

Optical properties of 2D materials and heterostructures — eJANINA
MAULTZSCH

Bringing nanophotonics to the atomic scale — eJAVIER AIZPURUA
Infrared signatures of the coupling between vibrational and plas-
monic excitations — ¢ ANNEMARIE PuUccI

Invited talks of the joint symposium SYDW
See SYDW for the full program of the symposium.

SYDW 1.1
SYDW 1.2
SYDW 1.3

SYDW 1.4

SYDW 1.5

Sessions

01.1-13
021211

0 3.1-3.12

Thu
Thu

Thu

Thu

Thu

15:00-15:30 HSZ 02  Statics and Dynamics of Soft Wetting — eBRUNO ANDREOTTI
15:30-16:00 HSZ 02 Modelling imbibition, dynamic wetting and evaporation on struc-
tured surfaces and porous coatings — eTATIANA (GAMBARYAN-
RoisMAN, NOEMI GHILLANI
16:00-16:30 HSZ 02 Droplets on shaped liquid and electrically switchable surfaces —
eGLEN MCHALE
16:45-17:15 HSZ 02 Liquid-liquid Dewetting: From Spinodal Breakup to Dewetting
Morphologies and Rates — eRALF SEEMANN, STEFAN BOMMER,
ROGHAYEH SHIRI, SEBASTIAN JACHALSKI, DIRK PESCHKA, BARBARA
WAGNER
17:15-17:45 HSZ 02 Droplet durotaxis and engulfment on yielding viscoelastic gels —
¢ ANNE JUEL
Mon  9:30-11:00 CHE 89 Focus Session: Topological Phenomena in Synthetic Matter
I (joint session DS/0O)
Mon  9:30-13:00 POT 151 Heterostructures, interfaces and surfaces (joint session
HL/O)
Mon  9:30-13:00 POT 81 2D semiconductors and van der Waals heterostructures I

(joint session HL/DS/0)
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Overview Talk: Martin Aeschlimann
Frontiers in Electronic-Structure
on Electron-Phonon
O/HL/CPP/DS)
Organic Molecules on Inorganic Substrates I: Electronic,
Optical and other Properties

Focus Session: Functional Molecules at Surfaces 1
Ultrafast Electron Dynamics I: Surfaces and Interfaces
(joint session O/MA)

Plasmonics and Nanooptics I: Local Probes and Raman
(joint session O/CPP)

Oxides I: Growth and Characterization
2D Materials I: Electronic Structure,
(joint session O/CPP/HL)

Focus Session: Topological Phenomena in Synthetic Matter
IT (joint session DS/O)

2D Materials (joint session CPP/O)

Frontiers in Electronic-Structure Theory -
on Electron-Phonon Interactions II (joint
O/HL/CPP/DS)

Organic Molecules on Inorganic Substrates II: Mainly Por-
phyrins

Nanoscale Heterogeneous Catalysis

Solid-Liquid Interfaces I: Reactions and Electrochemistry
Plasmonics and Nanooptics II: Ultrafast and Nonlinear
Phenomena (joint session O/CPP)

2D Materials II: Electronic Structure, Excitations, etc.
(joint session O/CPP/HL)

Oxides II: Structures, Interactions and Reducibility
Interfaces and Thin Films I (joint session CPP/0O/DY)
Poster Session - 2D Materials Beyond Graphene: Growth,
Structure and Substrate Interaction

Poster Session - Electron-Driven Processes at Surfaces and
Interfaces

Poster Session - Electronic-Structure Theory: General
Poster Session - Focus Sessions: Innovation in Machine
learning PRocEsses for Surface Science (IMPRESS)
Poster Session - Graphene: Growth, Structure and Sub-
strate Interaction

Poster Session - Graphene: Electronic Structure, Excita-
tions, etc.

Poster Session - Scanning Probe techniques: Method De-
velopment

Poster Session - Solid-liquid Interfaces:
troscopy

Poster Session - Surface Magnetism
Poster Session - Metal substrates: Structure, Epitaxy and
Growth

Poster Session - Organic Molecules on Inorganic Sub-
strates: Adsorption and Growth

Poster Session - Plasmonics and Nanooptics: Applications
and other Aspects

Poster Session - Topological Insulators

Poster Session - Tribology: Surfaces and Nanostructures
2D Materials and their Heterostructures I (joint session
DS/0O/HL)

Overview Talk: Bjork Hammer

Interfaces and Thin Films II (joint session CPP/O /DY)
2D Materials III: Growth and Heterostructures (joint ses-
sion O/HL)

Focus
session

Theory -
Interactions I (joint

Excitations, etc.

Focus
session

Structure, Spec-
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Organic Molecules on Inorganic Substrates III: Electronic,
Optical and other Properties

Focus Session: Functional Molecules at Surfaces II

Focus Session: Innovation in Machine learning PRocEsses
for Surface Science (IMPRESS)

Plasmonics and Nanooptics III: Periodic Structures and
Theory

Ultrafast Electron Dynamics II (joint session O/MA)
Solid-Liquid Interfaces II: Reactions and Electrochemistry
2D semiconductors and van der Waals heterostructures IV
(joint session HL/DS/0O)

Poster Session - 2D Materials: Electronic Structure, Exci-
tations, etc.

Poster Session - Electronic Structure of Surfaces:
troscopy, Surface States

Poster Session - Organic Molecules on Inorganic Sub-
strates: Electronic, Optical and Other

Poster Session - Plasmonics and Nanooptics: Fabrication
and Characterization

Poster Session - Metal Substrates: Adsorption and Reac-
tion of Small Molecules

Poster Session - New Methods: Experiments

Poster Session - Oxides and Insulators: Adsorption and
Reaction of Small Molecules

Poster Session - Semiconductor substrates: Adsorption and
Reaction of Small Molecules

Poster Session - Nanostructured Surfaces and Thin Films
Poster Session - Nanostructures at Surfaces: Dots, Parti-
cles, Clusters

Poster Session - Surface Dynamics: Phase Transitions and
Elementary Processes

Poster Session - Ultrafast Electron Dynamics at Surface
and Interfaces

2D semiconductors and van der Waals heterostructures V
(joint session HL/DS/0)

Overview Talk: Leo Gross

Frontiers in Electronic-Structure Theory -
on Electron-Phonon Interactions IIT (joint
O/HL/CPP/DS)

Focus Session: Big Data in Aquisition in ARPES (joint
session O/CPP)

Focus Session: Functional Molecules at Surfaces II1
Organic Molecules on Inorganic Substrates I'V: Adsorption,
Growth and Networks

Plasmonics and Nanooptics I'V: Waveguides and Antennas
2D Materials IV: Interfacial Interactions (joint session
O/HL/CPP)

Solid-Liquid Interfaces III: OER, ORR, CO2RR, etc.

Spec-

Focus
session

PhD Focus Session: Symposium on "Magnetism -—
A Potential Platform for Big Data?" (joint session
MA/AKjDPG/O)

Tribology: Surfaces and Nanostructures (joint session
O/CPP)

Frontiers in Electronic-Structure Theory - Focus
on Electron-Phonon Interactions IV (joint session

O/CPP/DS/HL)

Electronic Structure of Surfaces I

Scanning Probe Techniques I: STM-ESR and Method De-
velopment (joint session O/CPP)

Organic Molecules on Inorganic Substrates V: Adsorption,
Growth and Networks
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Nanostructured Surfaces and Thin Films I: Synthesis and
Properties (joint session O/CPP)

Metal Substrates: Growth Studies

Plasmonics and Nanooptics V: Tunable Structures and
Nanoparticles (joint session O/CPP)

Poster Session - 2D Materials: Stacking and Heterostruc-
tures

Poster Session - Focus Session: Functional Molecules at
Surfaces - Motion and Intramolecular Processes

Poster Session - Frontiers in Electronic-Structure Theory -
Focus on Electron-Phonon Interaction

Poster Session - Graphene: Adsorption, Intercalation and
Doping

Poster Session - New Methods: Theory

Poster Session - Organic Molecules on Inorganic Sub-
strates: Networks and Overlayers

Poster Session - Plasmonics and Nanooptics: Light-Matter
Interaction, Spectroscopy

Poster Session - Solid-Liquid Interfaces:
Electrochemisty

Poster Session - Supported Nanoclusters: Structure, Reac-
tions, Catalysis

Poster Session - Organic Molecules on Inorganic Sub-
strates: Electronic, Optical and other Properties 11
Poster Session - Nanostructures at Surfaces: 1D and 2D
Structures and Networks

Poster Session - Nanostructures at Surfaces: Other Aspects
Poster Session - Oxide and Insulator Surfaces: Structure,
Epitaxy and Growth

Poster Session - Semiconductor Substrates:
Nanowires, Overlayers, etc.

Poster Session - Semiconductor Substrates: Structure, Epi-
taxy and Growth

Poster Session - Ultrafast Electron Dynamics at Surface
and Interfaces II

Surface Magnetism (joint session MA /O)

2D Materials and their Heterostructures II (joint session
DS/O/HL)

Thin Oxides and Oxide Layers I (joint session DS/HL/O)
Overview Talk: Charlie Sykes

Wetting and Liquids at Interfaces and Surfaces I (joint ses-
sion CPP/0/DY)

Graphene I: Growth, Structure and Substrate Interaction
(joint session O/TT)

Organic Molecules on Inorganic Substrates VI: Adsorption,
Growth and Networks

Electronic Structure of Surfaces II

Ertl Young Investigator Award Competition
Heterogeneous Catalysis on Metals

Topology and Symmetry Protected Materials I

Ultrafast Electron Dynamics III (joint session O/MA)
Scanning Probe Techniques IT: Method Development (joint
session O/CPP)

Frontiers in Electronic-Structure
on Electron-Phonon
O/HL/DS/CPP)
Semiconductor Surfaces (joint session O/HL)
Electron-Driven Processes at Surfaces and Interfaces
Heterogeneous Catalysis on Metal Oxides

Surface Magnetism I (joint session O/MA)

Reactions and

Metallic

Focus
session

Theory -
Interactions V  (joint
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Nanostructured Surfaces and Thin Films II: 1D and 2D
Systems (joint session O/CPP)

Development of Novel Methods I

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

Overview Talk: Susan Stipp

Wetting and Liquids at Interfaces and Surfaces II (joint
session CPP/DY/0O)

Graphene II: Adsorption, Intercalation and Doping (joint
session O/TT)

Surface Magnetism II (joint session O/MA)

Oxides III: Single-Atom Catalysis, Iron Oxides

Focus Session: Nonequilibrium Electron Transfer Across
Interfaces in Real Time

Solid-Liquid Interface IV: Structure and Spectroscopy
Topology and Symmetry Protected Materials I1
Nanostructured Surfaces and Thin Films III: Dots, Parti-
cles, Clusters (joint session O/CPP)

Development of Novel Methods II

Overview Talk: Roland Wiesendanger (joint session
O/CPP/DS)

Annual General Meeting of the Surface Science Division

Thursday 19:00-19:30 HSZ 01

e Bericht
e Wahl

e Verschiedenes



