Berlin 2015

Tuesday

O 19: Frontiers of Electronic Structure Theory: Many-Body Effects on the Nano-Scale |

Tuesday 10:30-13:30

Invited Talk O 19.1 Tue 10:30 MA 004

Electronic structure in the vicinity of strong non-adiabatic
couplings — eEBERHARD K.U. GROSS

Talk 0 19.2 Tue 11:00 MA 004
Towards First-Principles Modeling of Electrolytic Solvent Ef-
fects in Photo-Catalytic Water Splitting — eSTEFAN RINGE

Talk 0 19.3 Tue 11:15 MA 004

Phonons in Molecular Crystals: The Role of Collective van
der Waals Interactions — eJOHANNES HoJa

Talk 0 19.4 Tue 11:30 MA 004
Converged Nuclear Quantum Statistics from Semi-Classical
Path Integrals — eIGOR POLTAVSKYI

Talk 0 19.5 Tue 11:45 MA 004
Can we get reliable quantum dynamics simulations for vibra-
tional spectra in the condensed phase? — eMARIANA ROSSI

Talk 0 19.6 Tue 12:00 MA 004
Ultra-high temperature properties of ZrC: a fully-
anharmonic ab-initio approach — e ANDREW DUFF

MA 004

Talk 0 19.7 Tue 12:15 MA 004
Quo vadis electronic friction? Assessing vibrational lifetimes
beyond the independent atom approximation — eSIMON P.
RITTMEYER

Talk 0O 19.8 Tue 12:30 MA 004
Polynomial-oriented linear least squares fits of potential en-
ergy surfaces for quantum dynamics — eFLORIAN HABECKER

Talk 0199 Tue 12:45 MA 004

Representing Complex Potential Energy Surfaces by Artifi-
cial Neural Networks — e¢CHRISTOPHER HANDLEY

Talk 0 19.10 Tue 13:00 MA 004

Kinetic Monte Carlo simulations of thin film growth with
anisotropic particles — eMIRIAM KLOPOTEK

Talk 0 19.11 Tue 13:15 MA 004
Ti and N adatom diffusion on, and N3 desorption from
TiN(001) surfaces via ab initio and classical molecular dy-
namics — eDAVIDE G. SANGIOVANNI

O 26: Frontiers of Electronic Structure Theory: Many-Body Effects on the Nano-Scale Il

Tuesday 14:00-15:45

Invited Talk O 26.1 Tue 14:00 MA 004

First-principles theories of electron-plasmon and electron-

spin fluctuation interactions in nanomaterials — eJOHANNES
LISCHNER
Talk 0O 26.2 Tue 14:30 MA 004

Charge separation dynamics and opto-electronic properties
of a diaminoterephthalate-C60 dyad — eSTEFANO PITTALIS

Talk 0 26.3 Tue 14:45 MA 004
Transfering spin into an extended w-orbital of a large
molecule — ab-initio study of Au-PTCDA:Au(111) — ¢T. DEIL-
MANN

MA 004

Talk O 26.4 Tue 15:00 MA 004
Quasi-particle band structure of the transition-metal-based
zero-gap semiconductors — eMURAT TAs

Talk 0O 26.5 Tue 15:15 MA 004
Keldysh nonequilibrium Green’s function vs. Feshbach pro-
jection operator approach for plasmon-assisted photoemis-
sion — e YAROSLAV PAVLYUKH

Talk O 26.6 Tue 15:30 MA 004
Inclusion of thermal lattice vibrations and spin fluctuations
within transport calculations — eSERGIY MANKOVSKY

O 47: Frontiers of Electronic Structure Theory: Many-Body Effects on the Nano-Scale Il

Wednesday 10:30-13:30

Invited Talk O 47.1 Wed 10:30 MA 004

Transport and excitations in biased nano-junctions: DFT-
based simulations — eMADS BRANDBYGE

Talk O 472 Wed 11:00 MA 004
Role of atomic multiplets in intermediate valence SmBg and
PuBg systems — e ALEXANDER B. SHICK

Talk 0 47.3 Wed 11:15 MA 004
Transition paths and cohesive energies in alpha-sexithiophene
polymorphs — eBERNHARD KLETT

Talk 0474 Wed 11:30 MA 004
Importance of the reorganization energy barrier in computa-
tional design of porphyrin-based solar cells with cobalt-based
redox mediators — eKRISTIAN BARUEL (DRNS@

Talk 0 47.5 Wed 11:45 MA 004
Ab initio Simulation of Optical Limiting: The Case of Metal-
Free Phthalocyanine — eCATERINA COCCHI

Talk 0 47.6 Wed 12:00 MA 004
High-throughput Screening of Perovskite Oxides and Related

MA 004

Compounds for Light Harvesting Applications — eIvaNO E.
CASTELLI

Talk O 47.7 Wed 12:15 MA 004
Understanding and designing novel materials for energy —
®SILVANA BOTTI

Talk O 47.8 Wed 12:30 MA 004
Accurate density-functional theory calculation of bulk prop-
erties of 65 elemental solids — eSVEN LUBECK

Talk O 47.9 Wed 12:45 MA 004
Electronic phase transitions of bismuth under strain from
relativistic self-consistent GW calculations — eCHRISTOPH
FRIEDRICH

Talk O 47.10 Wed 13:00 MA 004

A GW algorithm of reduced complexity for organic crystals
— oSABER GUEDDIDA

Talk 0 47.11 Wed 13:15 MA 004
Modeling anisotropic organic molecules at patterned semi-
conductor surfaces — eNicoLA KLEPPMANN



Berlin 2015

Wednesday

O 56: Frontiers of Electronic Structure Theory: Many-Body Effects on the Nano-Scale IV

Wednesday 15:00-18:30

Invited Talk 0O 56.1 Wed 15:00 MA 004
Ultrafast coherent dynamics in photovoltaics — eCARLO AN-
DREA Ro0zz1

Talk O 56.2 Wed 15:30 MA 004
Real-time propagation of coupled Maxwell-Kohn-Sham sys-
tems — eRENE JESTADT

Talk O 56.3 Wed 15:45 MA 004
Correlated Light-Matter Interactions in Cavity QED —
¢ JOHANNES FLICK

Talk O 56.4 Wed 16:00 MA 004
A hybrid QM/EMT approach to charge state corrections —
eOSMAN BARIS MALCIOGLU

Talk O 56.5 Wed 16:15 MA 004
Plasmon assisted double photoemission — eMICHAEL SCHULER

Talk 0 56.6 Wed 16:30 MA 004

Calculating photoemission spectra with real-time density-
functional theory — eMATTHIAS DAUTH

Talk 0 56.7 Wed 16:45 MA 004

Ab initio local field effects for surface second harmonic gen-
eration — eNICOLAS TANCOGNE-DEJEAN

MA 004

Talk 0 56.8 Wed 17:00 MA 004

Mapping atomic orbitals in the transmission electron micro-
scope: seeing defects in graphene — eLORENZO PARDINI

Talk 056.9 Wed 17:15 MA 004

Inelastic X-Ray Scattering: Insights from and Benefits for
Many-Body Theory — e¢CLAUDIA RODL

Talk O 56.10 Wed 17:30 MA 004
Real-Space Multiple-Scattering X-ray Absorption Spec-
troscopy Calculations of d- and f-state Materials using a Hub-
bard Model — oCHRISTIAN VORWERK

Talk O 56.11 Wed 17:45 MA 004
Variants of Second Order Screened Exchange for spin polar-
ized and non-polarized Uniform Electron Gas — eFELIX HUM-
MEL

Talk 0 56.12 Wed 18:00 MA 004

Ferromagnetism from strongly correlated electrons at the
LaAlO3/SrTiO3 interface — eFRANK LECHERMANN

Talk 0 56.13 Wed 18:15 MA 004

NanoDMFT: Full ab initio description of strong correlations
in nanoscale devices — eDAVID JACOB

O 78: Frontiers of Electronic Structure Theory: Many-Body Effects on the Nano-Scale V

Thursday 10:30-13:15

Invited Talk O 78.1 Thu 10:30 MA 004
Interaction and Correlation Effects in Quasi Two-dimensional
Materials — eSTEVEN G. LOUIE

Talk O 78.2 Thu 11:00 MA 004
Screening of the Coulomb interaction in two-dimensional
semiconductors: The case of transition metal dichalcogenides
— oERSOY SASIOGLU

Talk O 78.3 Thu 11:15 MA 004
Ultra-fast transient absorption spectra of monolayer MoS2
by first principle — eMARGHERITA MARSILI

Talk O 78.4 Thu 11:30 MA 004
Plasmon and exciton dispersion in two dimensions — ePIER
Luicr Cubazzo

Talk O 78.5 Thu 11:45 MA 004
Origin of metallic edge states in transition-metal-
dichalcogenide nanostructures — eMARCO GIBERTINI

MA 004

Talk O 78.6 Thu 12:00 MA 004
Starting-point dependence in the Bethe-Salpeter equation:
example of rutile TiO2 — eOLGA TURKINA

Talk O 78.7 Thu 12:15 MA 004
Efficient exchange-correlation kernels for the description of
excitonic effects in solids — eSANTIAGO RIGAMONTI

Talk O 78.8 Thu 12:30 MA 004

Excitonic effects in many-body calculations — eMATTEO GATTI

Talk O 789 Thu 12:45 MA 004
Efficient parameter-free calculation of absorption spectra for
insulators, semiconductors and metals from time-dependent
current DFT — eARJAN BERGER

Talk O 78.10 Thu 13:00 MA 004
Optical excitations in MoSs within ab-initio many-body per-
turbation theory — eMATTHIAS DRUPPEL

O 85: Frontiers of Electronic Structure Theory: Many-Body Effects on the Nano-Scale VI

Thursday 15:00-18:30

Invited Talk O 85.1 Thu 15:00 MA 004

Natural orbital functional theory with higher-order occupa-
tion probabilities — eRALPH GEBAUER

Talk 0O 85.2 Thu 15:30 MA 004
Electronic Properties of Surfaces and Interfaces with Self-
Consistent Interatomic van der Waals Density Functional —
oNICOLA FERRI

Talk 0O 85.3 Thu 15:45 MA 004

Exact functionals for a lattice model — eTANJA DIMITROV

Talk O 85.4 Thu 16:00 MA 004
Many-body dispersion meets non-local density functionals: A
unified approach for van der Waals correlations — eJAN HER-

MA 004

MANN

Talk 0 85.5 Thu 16:15 MA 004

Reduced Density-Matrix Functional Theory: correlation and
spectroscopy — ePINA ROMANIELLO

Talk 0 85.6 Thu 16:30 MA 004
Does GW obey the straight-line condition? — ePATRICK RINKE

Talk 0O 85.7 Thu 16:45 MA 004
Green’s Function embedding for Advanced Electronic Struc-
ture Methods based on Dynamical Mean-Field Theory —
o WAEL CHIBANI

Talk 0O 85.8 Thu 17:00 MA 004
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Friday

Improved Ground State Electronic Structure and Optical Di-
electric Constants With a Semi-Local Exchange Functional —
oVOJTECH VLCEK

Talk 0 85.9 Thu 17:15 MA 004

Accurate, efficient localized resolution of identity of the
Coulomb operator across the periodic table — e ARvVID IHRIG

Talk 0 85.10 Thu 17:30 MA 004
Explicitly correlated self consistent field theory — e CHRISTIAN
LAsAR

Talk 0 85.11 Thu 17:45 MA 004

Comparison of two self-consistent GIWW schemes — ePETER KO-
VAL

Talk O 85.12 Thu 18:00 MA 004
Quasiparticle Self-Consistent GW for Molecules — ¢FERDNAND
KAPLAN

Talk 0O 85.13 Thu 18:15 MA 004
Pure state N-representability conditions: Should they be
taken into account in Reduced density matrix functional the-
ory? — eIRIS THEOPHILOU

O 94: Frontiers of Electronic Structure Theory: Many-body Effects on the Nano-scale

Friday 09:30-12:15

Invited Talk O 94.1 Fri 9:30 H 0105
Excitations and charge transfer phenomena in C based sys-
tems — eELISA MOLINARI

Invited Talk O 94.2 Fri 10:00 H 0105
Towards optimal correlation factors for many-electron per-
turbation theories — e ANDREAS GRUNEIS

Invited Talk 0O 94.3 Fri 10:30 H 0105
Towards an ab-initio description of high temperature super-
conductivity — e GARNET CHAN

H 0105

Coffee break
Invited Talk O 94.4 Frill:15 H 0105

Correlation effects in unconventional superconductors: from
micro- to nano- and macroscales. — eROSER VALENTI

Invited Talk O 94.5 Frill:45 H 0105

Stochastic density functional and GW theories scaling lin-
early with system size — eR0O1 BAER



