Dresden 2017

Monday

O 6: Electronic Structure Theory: New Concepts and Developments in Density Functional
Theory and Beyond - |

Monday 10:30-13:00

Talk O 6.1 Mon 10:30 GER 38
DFT wants U: Embedded-cluster calculations of surface
oxygen vacancies at TiO; with Hubbard-corrected DFT —
eMAaTTHIAS KICK

Talk 0 6.2 Mon 10:45 GER 38

Hubbard interactions from density-functional perturbation
theory — eluURrIl TIMROV

Talk 0 6.3 Mon 11:00 GER 38
Time-evolution using full configuration interaction quantum
Monte Carlo — eKAl GUTHER

Talk O 6.4 Mon 11:15 GER 38

Laplace-transformed MP2 with localized Resolution of Iden-
tity for molecular and periodic systems — e ARVID IHRIG

Talk 0 6.5 Mon 11:30 GER 38
Bond Disproportionation in Rare-Earth Nickelates: Describ-
ing Lattice Distortions within DFT4+DMFT — eALEXANDER
HAMPEL

GER 38

Talk O 6.6 Mon 11:45 GER 38
Density matrix embedding theory for coupled fermion-boson
systems — oTERESA E. REINHARD

Talk O 6.7 Mon 12:00 GER 38
Vertex function of homogeneous electron gas — eYAROSLAV
PAVLYUKH

Talk O 6.8 Mon 12:15 GER 38

Coupled-Cluster approaches for molecules and solids in the
numeric atom-center orbital framework — eTONGHAO SHEN

Talk 0 6.9 Mon 12:30 GER 38
Implementation of the SU(2) Symmetry in FCIQMC using
the Graphical Unitary Group Approach — ¢ WERNER DOBRAUTZ

Talk 0 6.10 Mon 12:45 GER 38

A study of the dense uniform electron gas with high orders
of coupled cluster — eVERENA ANDREA NEUFELD

O 13: Electronic Structure Theory: New Concepts and Developments in Density Functional
Theory and Beyond - II

Monday 15:00-18:15

Invited Talk O 13.1 Mon 15:00 GER 38
Towards efficient orbital-dependent density functionals for
weak and strong correlation — eIGOR YING ZHANG

Talk O 13.2 Mon 15:30 GER 38
Towards a functional for strong correlation via semiclassical
model for the indirect energy and local interpolation along
the adiabatic connection — STEFAN VUCKOVIC

Talk O 13.3 Mon 15:45 GER 38
Benchmark of GW approaches for the GW100 test set —
ePATRICK RINKE

Talk O 13.4 Mon 16:00 GER 38
Addressing electron-hole correlation in core excitations of
solids: A first-principles all-electron approach based on many-
body perturbation theory — eCHRISTIAN VORWERK

Talk O 13.5 Mon 16:15 GER 38
Non-linear-screening contributions to photoemission spectra
— oMARILENA TZAVALA

Talk O 13.6 Mon 16:30 GER 38
Dynamic LDA for electronic excitations — eMARCO VANZINI

Talk O 13.7 Mon 16:45 GER 38

GER 38

Recent developments of the Sternheimer-GW method —
oMARTIN SCHLIPF

Talk O 13.8 Mon 17:00 GER 38
Calculating electronic correlations in the CASTEP ab initio
code — oVINCENT SACKSTEDER

Talk O 13.9 Mon 17:15 GER 38
Efficient GoWy using localized basis sets: a benchmark for
molecules — ePETER KOVAL

Talk O 13.10 Mon 17:30 GER 38
A dynamic exchange correlation kernel derived from recent
results for the homogeneous electron gas — eMARTIN PAN-
HOLZER

Talk O 13.11 Mon 17:45 GER 38
Benchmark calculations of the electronic structure for
molecules from the second-Born self-energy — eMICHAEL
SCHULER

Talk O 13.12 Mon 18:00 GER 38
Performance of the GW approximation at reproducing key
features in exact Kohn-Sham potentials — eJACK WETHERELL

O 30: Electronic Structure Theory: New Concepts and Developments in Density Functional
Theory and Beyond - IlI

Tuesday 10:30-13:00

Invited Talk O 30.1 Tue 10:30 GER 38
Including spin effects in the strong-coupling limit of DFT —
ePAOLA GORI-GIORGI

Talk 0O 30.2 Tue 11:00 GER 38
Strong correlation from the Random Phase Approximation
and beyond — eTHOMAS OLSEN

Talk 0O 30.3 Tue 11:15 GER 38

GER 38

Surface and adsorption energy calculations within the ran-
dom phase approximation — ePER SCHMIDT

Talk 0 30.4 Tue 11:30 GER 38

Large-scale cubic-scaling RPA correlation energy calculations
using a Gaussian basis — eJAN WILHELM

Talk 0 30.5 Tue 11:45 GER 38

Semi-local exchange functionals showing ultranonlocal re-
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Tuesday

sponse: the hope to replace exact exchange — eTHILO ASCHE-
BROCK

Talk O 30.6 Tue 12:00 GER 38
(De)stabilizing dispersion interactions via external electric
charges — e ANDRII KLESHCHONOK

Talk 0 30.7 Tue 12:15 GER 38

An optimisability proof for self-consistent constrained DFT,
and its implications for constraint-based self-interaction error

correction — eDAVID D. O’REGAN

Talk O 30.8 Tue 12:30 GER 38
Density-based local hybrid functional for interfaces — ePEDRO
BoRrLIDO

Talk 0 30.9 Tue 12:45 GER 38

On the hunt for better functionals in DFT: a new quantum
embedding scheme — eULIANA MORDOVINA

O 65: Electronic Structure Theory: New Concepts and Developments in Density Functional
Theory and Beyond

Tuesday 18:30-20:30

Poster O 65.1 Tue 18:30 P2-0G4

Angular projection potentials for density functional calcula-
tions — eRUDOLF ZELLER

Poster 0 65.2 Tue 18:30 P2-0G4
DFPT within the All-Electron FLAPW Method: Application
to Phonons — eCHRISTIAN-ROMAN GERHORST

0 65.3 Tue 18:30 P2-0OG4

self-interaction corrections —

Poster
Conceptual problemsof
eCHARLOTTE VOGELBUSCH

Poster O 65.4 Tue 18:30 P2-0G4

Numerical improvements of Fermi-Lowdin orbital self-
interaction correction — eLENZ FIEDLER

Poster 0O 65.5 Tue 18:30 P2-0G4
Electronic and Magnetism Properties of Vacancy-Defected,
Fluorine Doped and Adsorption upon MO3 (M= Cr, Mo,
W) Surface: a first-principles study — eMASOUD MANSOURI

Poster 0 65.6 Tue 18:30 P2-OG4
An Investigation of Group V dopants in Silicon using Linear
Scaling DFT — eJACK PoULTON

Poster O 65.7 Tue 18:30 P2-0G4

P2-0G4

Deciphering chemical bonding with Fermi-Léwdin orbitals —
o TORSTEN HAHN

Poster O 65.8 Tue 18:30 P2-OG4
Binding energy curves for diatomic molecules obtained by
FLO-SIC DFT — eSIMON LIEBING

Poster 0 65.9 Tue 18:30 P2-0G4
Groundstates of the ternary clathrate BagNi.Gess—z—y[y
obtained with an iterative cluster expansion approach —
oMARTIN KUBAN

Poster 0 65.10 Tue 18:30 P2-0OG4
The inapplicability of exact constraints, and a minimal two-
parameter DFTHU generalisation, for self-interaction error
correction — e GLENN MOYNIHAN

Poster O 65.11 Tue 18:30 P2-OG4
A Hubbard U based correction method for exciton binding
in neutral excitations: TDDFT+U — eOKAN K. ORHAN

Poster O 65.12 Tue 18:30 P2-OG4
Implementation of Electron-Phonon Coupling in the KKR
Formalism and its Applications to Simple Metals — eMICHAEL
CZERNER

O 71: Electronic Structure Theory: New Concepts and Developments in Density Functional
Theory and Beyond - IV

Wednesday 10:30-13:00

Invited Talk O 71.1 Wed 10:30 GER 38

Electronic excitations in 2D materials and heterostructures
— oKRISTIAN SOMMER THYGESEN

Talk O 71.2 Wed 11:00 GER 38

Charge and energy transport at the nanoscale: A DFT per-
spective — eFLORIAN G. EICH

Talk O 71.3 Wed 11:15 GER 38

Conductance of aromatic and antiaromatic molecular circuits
— oHECTOR VAZQUEZ

Talk O 71.4 Wed 11:30 GER 38
Current-induced cooling of Carbene-based molecular junc-
tions: role of electrodes structure — eGIUSEPPE FOTI

Talk O 71.5 Wed 11:45 GER 38

DFTB-based recursive Green’s function algorithms for elec-

GER 38

tron transport in quasi-1D systems — eFABIAN TEICHERT

Talk O 71.6 Wed 12:00 GER 38

Conditions for formation of two-dimensional electron gas at
the LaFeO3/SrTiO3 — eIGOR MAZNICHENKO

Talk O 71.7 Wed 12:15 GER 38

Thermal Renormalization of the Electronic Structure: Trends
across Chemical and Structural Space — eHONGHUI SHANG

Talk O 71.8 Wed 12:30 GER 38

Spin-wave excitations and electron-magnon scattering from
many-body perturbation theory — eMaTHIAS C.T.D. MULLER

Talk O 719 Wed 12:45 GER 38
Charged supercells revised: Small Polarons in Oxides with
proper account for long-range polarization — eSEBASTIAN
KokotrT
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Wednesday

O 78: Electronic Structure Theory: New Concepts and Developments in Density Functional
Theory and Beyond - V

Wednesday 15:00-18:15

Talk O 78.1 Wed 15:00 GER 38
First-principle Linear Response in Real Space — eHONGHUI
SHANG

Talk O 78.2 Wed 15:15 GER 38
Anharmonic Vibrations in Solids: Why and When Going Be-
yond Perturbative Treatments is Necessary — eHAGEN-HENRIK
KOWALSKI

Talk 0 78.3 Wed 15:30 GER 38

Anharmonic and Quantum Fluctuations in Molecular Crys-
tals from Ab Initio Simulations — eMARIANA ROSsI

Talk O 784 Wed 15:45 GER 38

Exact solutions and approximations in the exact factorization
of the electron-nuclear wavefunction — ¢GRAEME GOSSEL

Talk O 785 Wed 16:00 GER 38

Insight into time-propagation TDDFT excitations via Kohn—
Sham decomposition — eTuUOMAS P. RossI

Talk O 78.6 Wed 16:15 GER 38

Gauge-invariant Magnetic Properties from Time-Dependent
Current-Density-Functional Theory — eNATHANIEL RAIMBAULT

Talk O 78.7 Wed 16:30 GER 38

Calculation of charge transfer integrals using constrained-

GER 38

DFT — eT0BIAS LETTMANN

Talk O 78.8 Wed 16:45 GER 38
Towards ultra long-range ab-initio calculations — eTRISTAN
MULLER

Talk 0 789 Wed 17:00 GER 38

Local density fitting within a Gaussian and plane waves
scheme for large-scale density functional theory calculations
— eDOROTHEA GOLZE

Talk O 7810 Wed 17:15 GER 38

From the Electron Localization Function to a Coalescent-Pair
Locator — eSTEFANO PITTALIS

Talk O 78.11 Wed 17:30 GER 38
Band structure interpolation via maximally localized Wan-
nier functions implemented in LAPW+lo basis — eSEBASTIAN
TILLACK

Talk O 78.12 Wed 17:45 GER 38
Chemical insight from Fermi-Lowdin orbitals — eTORSTEN
HaAnN

Talk O 78.13 Wed 18:00 GER 38

Conditions for describing triplet states in reduced density
matrix functional theory — eNICOLE HELBIG

O 88: Electronic Structure Theory: New Concepts and Developments in Density Functional
Theory and Beyond - VI

Thursday 10:30-13:45

Talk 0 88.1 Thu 10:30 GER 38

Implicit solvation functionality in FHI-aims: Kirkwood mul-
tipole expansion model — eMARKUS SINSTEIN

Talk 0 88.2 Thu 10:45 GER 38
Using Dipsersion-Corrected Density Functional Theory to
Understand the Phase Diagram of Alkanethiolates on Gold
— oJOAKIM LOFGREN

Talk 0 88.3 Thu 11:00 GER 38

Finite-temperature properties of the thermoelectric clathrate
BagAl,Sisjg_, — eMARIA TROPPENZ

Talk O 88.4 Thu 11:15 GER 38
Electronic structure and solid-state optical properties of in-
digo from time-dependent optimally tuned range-separated
hybrid functional theory — eBERND KOLLMANN

Talk 0O 88.5 Thu 11:30 GER 38
Thermodynamic properties from ab-initio calculations - Ti as
a case study — eGUY MAKOV

Talk 0 88.6 Thu 11:45 GER 38
Molecular orbitals in the bismuth perovskites — eKATERYNA
FoyEvTsova

Talk O 88.7 Thu 12:00 GER 38

GER 38

Ab initio calculations and strain-dependent scaling of exci-
tons in carbon nanotubes — eCHRISTIAN WAGNER

Talk 0 88.8 Thu 12:15 GER 38

Dzyaloshinskii-Moriya-interaction energy, where it is lo-
cated? Real and reciprocal spaces views. — eLEONID SAN-
DRATSKII

Talk O 88.9 Thu 12:30 GER 38
Ab-initio study of the Raman spectra of strained graphene —
e ALBIN HERTRICH

Talk O 88.10 Thu 12:45 GER 38
DFT meets Landau Theory: The High Pressure Phase Tran-
sition of Lead Titanate — eANDREAS TROSTER

Talk 0O 88.11 Thu 13:00 GER 38
Ground-State and Excitation Properties of Orthorhombic
MAPDbI3 — ¢CLAUDIA RODL

Talk 0 88.12 Thu 13:15 GER 38

Structure, nonstoichiometry, and geometrical frustration of
a-tetragonal boron — eJENS KUNSTMANN

Talk 0O 88.13 Thu 13:30 GER 38

Magnetic response properties of thin films using Kubo’s lin-
ear response formalism — e ANDREAS HELD
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Thursday

O 99: Electronic Structure Theory: New Concepts and Developments in Density Functional
Theory and Beyond - VII

Thursday 16:00-18:30

Invited Talk 0 99.1 Thu 16:00 GER 38
Spectacular success of DFT in predicting novel topological
phases — e ARUN BANSIL

Talk 0 99.2 Thu 16:30 GER 38
Interlayer excitons and Band Alignment in MoS;/hBN/WSe,
van der Waals Heterostructures — eSIMONE LATINI

Talk 0 99.3 Thu 16:45 GER 38
Trionic effects in graphene nanoribbons and further nanoma-
terials — ¢ THORSTEN DEILMANN

Talk 0994 Thu 17:00 GER 38
Interface Structure Prediction using the Ab Initio Random
Structure Searching Method — e GEORG SCHUSTERITSCH

Talk 099.5 Thu 17:15 GER 38

Predicting new materials and their properties with super-

GER 38

computers: the example of perovskites — eSILVANA BOTTI

Talk 099.6 Thu 17:30 GER 38

Spectral property prediction with artificial neural networks
— o ANNIKA STUKE

Talk 099.7 Thu 17:45 GER 38

Machine-Learning Based Interatomic Potential for Amor-
phous Carbon — eVOLKER DERINGER

Talk 099.8 Thu 18:00 GER 38

High-throughput computational search for new high mobility
transparent (semi)conducting materials — e GEOFFROY HAUTIER

Talk 0 99.9 Thu 18:15 GER 38
Cross-validation in the cluster expansion method — eAXEL
HUBNER

SYES 1: Frontiers of Electronic-Structure Theory: New Concepts and Developments in Density
Functional Theory and Beyond

Friday 10:30-13:00

Invited Talk SYES 1.1 Fri 10:30 HSZ 02

Going Beyond Conventional Functionals with Scaling Correc-
tions and Pairing Fluctuations — e WEITAO YANG

Invited Talk SYES 1.2 Fri 11:00 HSZ 02
Multi-reference density functional theory — e ANDREAS SAVIN

Invited Talk SYES 1.3 Fri 11:30 HSZ 02

HSZ 02

Density functionals from machine learning — eKIERON BURKE

Invited Talk SYES 1.4 Fri 12:00 HSZ 02

Taming Memory-Dependence in Time-Dependent Density
Functional Theory — eNEEPA MAITRA

Invited Talk SYES 1.5 Fri 12:30 HSZ 02
Quantum Embedding Theories — eFRED MANBY



