Monday

Focussed Session: Frontiers of Electronic Structure Theory - Non-equilibrium Phenomena at the
Nano-scale

Monday 10:30-13:15

Topical Talk O 7.1 Mon 10:30 TRE Ma
Molecular junction transport: some theoretical and computa-
tional considerations — eMARK RATNER! and MATTHEW REUTER?
— 1Chemistry, Northwestern University, Evanston Illinois 60208 USA
— 2Chemistry, Northwestern University, Evanston Illinois 60208 USA

Talk O 7.2 Mon 11:00 TRE Ma
On the description of biased nanocontacts from ab initio
— oSTEVEN ACHILLES', JURGEN HENK!, MICHAEL CZERNERZ?, CHRIS-
TIAN HEILIGER?, and INGRID MERTIG! — !Institute of Physics, Mar-
tin Luther University Halle-Wittenberg, D-06099 Halle, Germany —
21. Physikalisches Institut, Justus Liebig University, D-35392 Giessen,
Germany

Talk O 7.3 Mon 11:15 TRE Ma
Elasticity changes in molecular junctions under bias: an ab-
initio study — eCLOTILDE S. CuciNOoTTA!, MEILIN BAr'2, IvaN
RUNGGER!, SuMIN Hou?, and STEFANO SANviTO! — 1School of
Physics and CRANN, Trinity College Dublin, College Green, Dublin 2,
Ireland — 22Key Laboratory for the Physics and Chemistry of Nanode-
vices, Department of Electronics, Peking University, Beijing 100871,
China

Talk O 7.4 Mon 11:30 TRE Ma
Carbon nanotubes decorated with magnetic clusters: mag-
netism, electron transport and gas sensing — eZEILA ZANOLLI'
and JEAN-CHRISTOPHE CHARLIER? — !Forschungszentrum Juelich,
PGI and IAS, Juelich, Germany — 2IMCN, Université catholique de
Louvain (UCL), Belgium

TRE Ma

15 min. break

Topical Talk O 75 Mon 12:00 TRE Ma
Insight into Charge Transport in Molecular Junctions from
Ab Initio Theories of Level Alignment — ¢JEFFREY B. NEATON
— Molecular Foundry, Lawrence Berkeley National Laboratory, Berke-
ley, CA, USA — Department of Physics, University of California,
Berkeley, Berkeley, CA — Kavli Energy Nanosciences Institute, Berke-
ley, CA

Talk O 7.6 Mon 12:30 TRE Ma
Towards First-Principles Modeling of Solvent Effects in
Photo-Catalytic Water Splitting — eSTEFAN RINGE, HARALD
OBERHOFER, SEBASTIAN MATERA, and KARSTEN REUTER — Techni-
sche Universitdat Miinchen, Germany

Talk O 7.7 Mon 12:45 TRE Ma
Towards a combined QM /MM and implicit solvent descrip-
tion of photoelectrochemical processes — eMARKUS SINSTEIN',
DANIEL BERGER!, RAN Jia2, VOLKER BLUM3, HARALD OBERHOFER!,
and KARSTEN REUTER! — !Technische Universitit Miinchen, Ger-
many — 2Jilin University, P.R. China — 3Duke University, USA

Talk O 7.8 Mon 13:00 TRE Ma
Ab-initio Simulation of Molecular Networks on the Surface
of Water — eRALPH KoITZ, MARCELLA IANNUZZI, ARI P SEITSONEN,
and JURG HUTTER — University of Zurich, Zurich, Switzerland

Focussed Session: Frontiers of Electronic Structure Theory - Non-equilibrium Phenomena at the
Nano-scale Il

Monday 16:00-18:45

Topical Talk O 15.1 Mon 16:00 TRE Ma
Simulating heat transport: from large scale molecular dynam-
ics to first-principles calculations — eDAVIDE DONADIO — Max
Planck Institute for Polymer Research, Mainz, Germany

Talk O 15.2 Mon 16:30 TRE Ma
First principles study of thermal conductivity cross-over
in nano-structured Zinc-Chalcogenides — eANKITA KATRE!,
Arsusal Toco?, RALF DrauTz!, and Grorc K. H. MaDSEN! —
ICAMS, Ruhr-Universitit Bochum, 44801 Bochum, Germany —
2ESISM, Kyoto University, Sakyo, Kyoto 606-8501, Japan

Talk O 15.3 Mon 16:45 TRE Ma
Density-functional perturbation theory for lattice dynam-
ics with numeric atom-centered orbitals — eHONGHUI SHANG,
CHRISTIAN CARBOGNO, PATRICK RINKE, and MATTHIAS SCHEFFLER —
Fritz-Haber-Institut der MPG, Berlin

Talk O 154 Mon 17:00 TRE Ma
Breakdown of Fourier law in layered materials — e ANDREA
CEPELLOTTI', GIORGIA FUGALLO?, FRANCESCO MAURI®, and NicoLa
MaRrzAr!! — 'THEOS, Ecole Polytechnique Fédérale, Lausanne —
2IMPMC, Universite Pierre et Marie Curie, Paris — 3LSI, Ecole Poly-
technique, Paris

Talk O 15.5 Mon 17:15 TRE Ma
High Temperature Thermal Conductivity from First Princi-
ples — oCHRISTIAN CARBOGNO', RAMPI RAMPRASAD?, and MATTHIAS
SCHEFFLER! — !Fritz-Haber-Institut der Max-Planck-Gesellschaft,
Berlin — 2Chemical, Materials & Biomolecular Engineering, Univer-
sity of Connecticut, Storrs, USA

TRE Ma

Talk O 15.6 Mon 17:30 TRE Ma
Accurate Modelling of the Polymorphism and Elastic Re-
sponse of Molecular Materials from First Principles —
e ANTHONY REILLY and ALEXANDRE TKATCHENKO — Fritz-Haber-
Institut der MPG, Berlin, Germany

Talk 0 15.7 Mon 17:45 TRE Ma
Surface chemistry on nanostructured oxides: do we have to go
beyond hybrid DFT? — eDANIEL BERGER, HARALD OBERHOFER,
and KARSTEN REUTER — Technische Universitdt Miinchen, Germany

Talk O 15.8 Mon 18:00 TRE Ma
Atoms-in-solids perspective on polarizabilities and van der
Waals coefficients in semiconductors — e¢GUO-XU ZHANG, AN-
THONY M. REILLY, ALEXANDRE TKATCHENKO, and MATTHIAS SCHEF-
FLER — Fritz-Haber-Institut der MPG, Berlin, Germany

Talk O 15.9 Mon 18:15 TRE Ma
Adsorption at semiconductor surfaces - an energy analy-
sis method — eRALF TONNER and MARC RAUPACH — Fachbereich
Chemie & Materials Sciences Centre, Philipps-Universitdt Marburg,
Germany

Talk O 15.10 Mon 18:30 TRE Ma
Non-local density functionals meet many-body dispersion: A
hybrid approach for van der Waals interactions — eJAN HER-
MANN, MATTHIAS SCHEFFLER, and ALEXANDRE TKATCHENKO — Fritz-
Haber-Institut der Max-Planck-Gesellschaft, Faradayweg 4-6, 14195
Berlin, Germany



Tuesday

Focussed Session: Frontiers of Electronic Structure Theory - Non-equilibrium Phenomena at the
Nano-scale 11l

Tuesday 10:30-13:15

Topical Talk 0 28.1 Tue 10:30 TRE Ma
Ultrafast relaxation dynamics of Hubbard nanoclusters —
eMICHAEL BoNITZ!, SEBASTIAN HERMANNS!, CHRISTOPHER HINZ!, and
DENIS Lacroix? — nstitut fiir Theoretische Physik und Astrophysk,
CAU Kiel, Leibnizstr. 15, 24098 Kiel — 2IPN Orsay, 15 Rue Georges
Clemenceau, 91406 Orsay

Talk 0 28.2 Tue 11:00 TRE Ma
Exact adiabatic approximation in TDDFT — eJEIRAN JOKAR
and NicOoLE HELBIG — Peter Griinberg Institut and Institute for
Advanced Simulation, Forschungszentrum Jiilich and JARA, 52425
Jilich, Germany

Talk 0O 28.3 Tue 11:15 TRE Ma
Real-time propagation of coupled Maxwell-Schrédinger
and time-dependent Kohn-Sham-Maxwell systems — eRENE
JesTApT!, HEIKO APPEL', and ANGEL Rusio'? — !Fritz-Haber-
Institut der Max-Planck-Gesellschaft, Berlin, Germany — 2NanoBio
Spectroscopy group and ETSF, Universidad del Pais Vasco, San Se-
bastidn, Spain

Talk 0O 284 Tue 11:30 TRE Ma
Nonlinear optics by means of the dynamical Berry phase:
Application to second- and third-harmonic generation —
eCLAUDIO ATTACCALITE! and MYRTA GRUNING? — 1Univ. Grenoble
Alpes/CNRS, Institut Neel, F-38042 Grenoble, France — 2School of
Mathematics and Physics, Queen’s University Belfast, Belfast BT7
1NN, Northern Ireland, UK

15 min. break

Talk 0 28.5 Tue 12:00 TRE Ma

TRE Ma

Accurate Correlation Energies from Adiabatic Time-
Dependent Density Functional Theory with Renormalized
Kernels — eoTHoMAS OLSEN! and KRISTIAN S. THYGESEN? —
LUniversidad del Pais Vasco — 2Center for Atomic-scale Materials
Design (CAMD), Technical University of Denmark

Talk O 28.6 Tue 12:15 TRE Ma
Low scaling algorithm for the random phase approximation
— eMERZUK KALTAK, JIRI KLIMES, and GEORG KRESSE — University
of Vienna, Computational Material Physics

Talk O 28.7 Tue 12:30 TRE Ma
Long range correlation energy from coupled atomic response
functions — eALBERTO AMBROSETTI and ALEXANDRE TKATCHENKO
— Fritz Haber Institut der MPG, Faradayweg 4-6 14195 Berlin, Ger-
many

Talk O 28.8 Tue 12:45 TRE Ma
The exact Hohenberg-Kohn functional for a lattice model —
eTaNJA DiMITROV!, HEIKO APPEL!, and ANGEL RuBio}2 — 1Fritz-
Haber-Institut der MPG, Berlin, Germany — ?NanoBio Spectroscopy
group and ETSF, Universidad del Pais Vasco, San Sebastidn, Spain

Talk 0O 28.9 Tue 13:00 TRE Ma
Incorporating static correlation effects into density functional
theory — NEKTARIOS N. LATHIOTAKIS!, eNICOLE HELBIG2, NIKITAS
I. GiporouLos®, and ANGEL RUBIO%® — ITheoretical and Physical
Chemistry Institute, NHRF Athens, Greece — 2Peter-Griinberg Insti-
tut, Forschungszentrum Jiilich, Germany — 3Department of Physics,
Durham University, United Kingdom — %Nano-Bio Spectroscopy
group, Universidad del Pais Vasco and DIPC, San Sebastian, Spain —
5Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin, Germany

Focussed Session: Frontiers of Electronic Structure Theory - Non-equilibrium Phenomena at the
Nano-scale IV

Wednesday 10:30-13:15

Topical Talk 0 47.1 Wed 10:30 TRE Ma
From Rydberg Crystals to Bound Magnons - Probing the
Non-Equilibrium Dynamics of Ultracold Atoms in Optical
Lattices — eIMMANUEL BLOCH — Max-Planck Institut fiir Quan-
tenoptik, Garching, Germany — Ludwig-Maximilians-Universitét,
Munich, Germany

Talk 0 47.2 Wed 11:00 TRE Ma
Correlated Light-Matter Interactions in Cavity QED —
eJonaNNEs FLick!, HEiko APPEL!, and ANGEL RuBio'2 — !Fritz-
Haber-Institut der Max-Planck-Gesellschaft, Berlin, Germany —
2NanoBio Spectroscopy group and ETSF, Universidad del Pafs Vasco,
San Sebastidn, Spain

Talk 0 47.3 Wed 11:15 TRE Ma
Optimized effective potential approach to time-dependent
density functional theory for many-electron systems inter-
acting with cavity photons — eCAMILLA PELLEGRINT!, JOHANNES
Frick?, Heiko ApPELZ, TLyA V. TokATLY3, and ANGEL Rusiol2
— INano-bio Spectroscopy Group and ETSF Scientific Development
Centre, Departamento de Fisica de Materiales, Universidad del Pais
Vasco UPV/EHU, E-20018 San Sebastian, Spain — 2Fritz-Haber In-
stitut der Max-Planck-Gesellschaft, Faradayweg 4-6, D-14195 Berlin,
Germany — SIKERBASQUE, Bilbao, Spain

Talk 0 47.4 Wed 11:30 TRE Ma
Correlated photon-electron wavefunctions in cavity Quan-
tum Electrodynamics — eHEIKO APPEL!, JOHANNES FLICK!,
RENE JESTAEDT!, and ANGEL RuBiob2 — !Fritz-Haber-Institut der
Max-Planck-Gesellschaft, Berlin, Germany — 2NanoBio Spectroscopy
group and ETSF, Universidad del Pais Vasco, San Sebastidn, Spain

Talk O 475 Wed 11:45 TRE Ma

TRE Ma

Photoelectron driven plasmaron excitations in
(2x2)K/Graphite — eBo HELLSING — Department of Physics,
Gothenburg University, Sweden

Talk 0 47.6 Wed 12:00 TRE Ma
Charge-transfer excitations in organic systems from many-
body perturbation theory — eXAVIER BLASE!, CARINA FABER!:2,
PAUL BOULANGER!, CLAUDIO ATTACCALITE!, and IVAN DUCHEMINZ —
nstitut Néel, CNRS and UJF, Grenoble, France — 2L_SIM/INAC,
CEA, Grenoble, France

Talk 0477 Wed 12:15 TRE Ma
Charge transfer from first principles: self-consistent GW ap-
plied to donor-acceptor systems — oFABIO CARUSO?, VIK-
TOR ATALLA', ANGEL RuUBIO"3, MATTHIAS SCHEFFLER!, and PATRICK
RINKE! — !Fritz Haber Institute, Berlin, Germany — 2University of
Oxford, UK — 3Universidad del Pais Vasco, San Sebastidn, Spain

Talk 0478 Wed 12:30 TRE Ma
‘What Koopmans’ compliant orbital-density dependent func-
tionals can do for you: a comprehensive benchmark of the
G2-set — oGIOVANNI BoraHI!, NGoc LINH NGUYEN!, ANDREA
FERRETTIZ, ISMAILA DABO2, and NicoLa MARZARI! — lEcole Poly-
technique Fédérale de Lausanne, Lausanne (VD), CH — 2Centro S3,
CNR-NANO, Modena, IT — 3Department of Materials Science and
Engineering, Penn State University, University Park (PA), USA

Talk 0479 Wed 12:45 TRE Ma
The electronic structure of quinacridone: Optimally tuned
range-separated hybrid functional versus GW results —
DANIEL LUFTNER!, SIVAN REFAELY-ABRAMSON?, MICHAEL PACHLER!,
MiICHAEL G. RaMSEY!, LEEOR KRONIKZ2, and ePETER PuscuNIG!
— Unstitut fiir Physik, Karl-Franzens-Universitit Graz, Austria —



Wednesday

2Department of Materials and Interfaces, Weizmann Institute of Sci-
ence, Israel

Talk 0 47.10 Wed 13:00 TRE Ma

GW many-body perturbation theory for electron-phonon
coupling calculations — eCARINA FABER!:?2, PAUL BOULANGER!,
IvAN DucHEMINDZ, and XAvIER Brasg! — !Institut Néel, CNRS,
Grenoble, France — 2INAC, CEA, Grenoble, France

Focussed Session: Frontiers of Electronic Structure Theory - Non-equilibrium Phenomena at the
Nano-scale V

Wednesday 16:00-19:15

Topical Talk 0 56.1 Wed 16:00 TRE Ma
Theory of nonlinear phononics for coherent light-control of
solids — eANTOINE GEORGESD2:3, ALASKA SUBEDI?, and ANDREA
CAVALLERI* — 1College de France, Paris, France — 2Ecole Polytech-
nique - CPHT, Palaiseau, France — 3University of Geneva, DPMC,
Switzerland — 4Max Planck Institute for the Structure and Dynamics
of Matter, Hamburg, Germany

Talk O 56.2 Wed 16:30 TRE Ma
DFT+Frontier Orbital U — eEMINE KUCUKBENLI and NICOLA
MARZARI — Theory and Simulation of Materials, Ecole Polytechnique
Fédérale de Lausanne (CH)

Talk O 56.3 Wed 16:45 TRE Ma
Quasiparticle self-consistent GW method with spin-orbit
coupling applied to Bi and HgTe — eCHRISTOPH FRIEDRICH,
IRENE AGUILERA, MARKUS BETZINGER, and STEFAN BLUGEL —
Peter Griinberg Institut and Institute for Advanced Simulation,
Forschungszentrum Jiilich and JARA, 52425 Jiilich, Germany

Talk 0 56.4 Wed 17:00 TRE Ma
Studies of semiconducting pyrite and marcasite compounds
using many-body perturbation theory in the GW approxima-
tion — eTIMO SCHENA, GUSTAV BIHLMAYER, CHRISTOPH FRIEDRICH,
and STEFAN BLUGEL — Peter Griinberg Institut and Institute for Ad-
vanced Simulation, Forschungszentrum Jiilich & JARA, Germany

15 min. break

Talk 0 56.5 Wed 17:30 TRE Ma
Probing d-band Quantum Well States in Palladium
Nanofilms — eSRIJAN KuMAR SaHAl, Susr MaNNA!, MAREK

PRzYBYLSKI''2, VALERI STEPANYUK', and JURGEN KIRSCHENER!3 —
IMax-Planck-Institut fiir Mikrostrukturphysik, Weinberg 2, D-06120
Halle, Germany — 2Faculty of Physics and Applied Computer Science,
AGH University of Science and Technology, 30-059 Krakéw, Poland —
3Institut fiir Physik, Martin-Luther-Universitit Halle-Wittenberg, D-
06099 Halle, Germany

Talk 0 56.6 Wed 17:45 TRE Ma

TRE Ma

Implementation and analysis of a plane wave and real
space pseudopotential method including an efficient spin-
orbit coupling treatment tailored to calculate the electronic
structure of large-scale semiconductor nanostructures —
oF'RANK ZIRKELBACH, PIERRE-YVES PRODHOMME, JEROME JACKSON,
and GABRIEL BESTER — Max-Planck-Institut fiir Festkorperforschung,
Heisenbergstr. 1, D-70569 Stuttgart, Germany

Talk 0 56.7 Wed 18:00 TRE Ma
Strong Parallelization of Real-Space DFT Calculations —
e ANDREA NOBILE!+?, PAUL BAUMEISTER!"?, DANIEL WORTMANN', and
STEFAN BLUGEL! — ! Peter Griinberg Institut & Institute for Advanced
Simulation, Forschungzentrum Jiilich and JARA, 52425 Jiilich, Ger-
many — 2Jiilich Supercomputing Center, Forschungzentrum Jiilich,
52425 Jiilich, Germany

Talk 0 56.8 Wed 18:15 TRE Ma
Rare Earth Metals in Density-Functional Theory — eMARCO
CasaDEI, XINGUO REN2, PaTrICK RINKE!, ANGEL RuBIOY:3, and
MATTHIAS SCHEFFLER! — 1Fritz-Haber-Institut der MPG, Berlin —
2University of Technology, Hefei, China — 3NanoBio Spectroscopy
group and ETSF, Universidad del Pais Vasco, San Sebastidn, Spain

Talk 0 56.9 Wed 18:30 TRE Ma
Electronic Structure and van der Waals Interactions in the
Stability and Mobility of Point Defects in Semiconductors —
eWANG GAO and ALEXANDRE TKATCHENKO — Fritz-Haber-Institut
der MPG, Berlin, Germany

Talk 0O 56.10 Wed 18:45 TRE Ma
Scaling Laws for van der Waals Interactions in Nanos-
tructured Materials — eVIVEKANAND GOBRE and ALEXANDRE
TKATCHENKO — Fritz Haber Institut der MPG, Berlin

Talk O 56.11 Wed 19:00 TRE Ma
2D nanopatterns of shape-persistent molecular polygons on
HOPG — oSTEFAN-S. JESTER, NINA SCHONFELDER, EVA SIGMUND,
and SIGURD HOGER — Universitidt Bonn, Kekulé-Institut fiir Organ-
ische Chemie und Biochemie, Gerhard-Domagk-Str. 1, 53121 Bonn,
Germany

Focussed Session: Frontiers of Electronic Structure Theory - Non-equilibrium Phenomena at the
Nano-scale VI

Thursday 10:30-13:15

Topical Talk O 70.1 Thu 10:30 TRE Ma
Localization at the edge of 2D topological insulator by Kondo
impurities — eBORIS ALTSHULER!, IGOR ALEINER!, and VLADIMIR
YUDSON? — !Physics Department, Columbia University, New York,
NY 10027, USA — 2Institute for Spectroscopy, Russian Academy of
Sciences, Troitsk, Moscow 142190, Russia

Talk 0 70.2 Thu 11:00 TRE Ma
Multiple Exciton Generation in Si and Ge Nanoparticles with
high pressure core structures — eSTEFAN WIPPERMANN', MAR-
TON VOROS2, DARIO Roccad, ApaMm GAL?, GERGELY ZIMANYI?, and
G1uLiA GALLIZ — 1Max-Planck-Institute for Iron Research, Diisseldorf
— 2University of California, Davis — 3Universite de Lorraine, Nancy
— 4Budapest University of Technology and Economics

Talk 0 70.3 Thu 11:15 TRE Ma

Advanced time-evolution method for optical absorption spec-
tra calculations — eToBIAS SANDER and GEORG KRESSE — Com-

TRE Ma

putational Materials Physics, University of Vienna, Sensengasse 8/12,
1090 Vienna, Austria

Talk O 704 Thu 11:30 TRE Ma
New starting point for the calculation of optical proper-
ties — oIGOR RESHETNYAK'? and Lucia REINING!:2 — Laboratoire
des Solides Irradiés, Ecole Polytechnique, CNRS, CEA-DSM, F-91128

Palaiseau, France — 2European Theoretical Spectroscopy Facility
(ETSF)
Talk O 70.5 Thu 11:45 TRE Ma

Electron-Energy Loss and Inelastic X-ray Scattering of CuO
from First Principles — eCLAUDIA RODL, FRANCESCO SOTTILE,
MATTEO GATTI, and LuciA REINING — Laboratoire des Solides
Irradiés, Ecole Polytechnique, CNRS, CEA-DSM, 91128 Palaiseau
cedex, France and European Theoretical Spectroscopy Facility (ETSF)

Talk O 70.6 Thu 12:00 TRE Ma



Thursday

Optical Spectra from Molecules to Solids: Insight from Many-
Body Perturbation Theory — eCATERINA COCCHI and CLAUDIA
DrAXL — Humboldt-Universitdt zu Berlin, Institut fiir Physik and
IRIS Adlershof, Berlin, Germany

Talk O 70.7 Thu 12:15 TRE Ma
Relativistic Solar Cells — ePA0LO UMARI', EDOARDO MOSCONIZ,
and FiLippo DE ANGELIS? — !Dipartimento di Fisica e Astrono-
mia, Universita di Padova, via Marzolo 8, 1-35131 Padova, Italy
— 2Computational Laboratory for Hybrid/Organic Photovoltaics
(CLHYO), CNR-ISTM, Via Elce di Sotto 8, I-06123, Perugia, Italy

Talk O 70.8 Thu 12:30 TRE Ma
Solar nanocomposites with complementary charge extrac-
tion pathways for electrons and holes: Si embedded in ZnS
— oSTEFAN WIPPERMANNY, MARTON VOROSZ, ADAM GALI®, FRAN-
cois GyGr?2, GERGELY ZIMANYI2, and GIuLia GALLI? — ! Max-Planck-
Institute for Iron Research, Diisseldorf — 2University of California,

Davis — 3Budapest University of Technology and Economics

Talk 0 70.9 Thu 12:45 TRE Ma
Ultraviolet photo-emission spectroscopies from Koopmans-
compliant functionals — eNcoc LINH NGUYEN!, GIOVANNI
BorcHI!, ANDREA FERRETTIZ, ISMAILA DABO3, and NI1cOLA MARZARI!
— 1Theory and Simulations of Materials, Ecole Polytechnique Fédérale
de Lausanne, Station 12, 1015 Lausanne, Switzerland. — 2Centro S3,
CNR-Istituto Nanoscienze, 1-41125 Modena, Ttaly — 3Department of
Materials Science and Engineering, The Pennsylvania State University,
University Park, USA.

Talk O 70.10 Thu 13:00 TRE Ma
Self-consistent dynamical embedding in real space —
eWAEL CHIBANI', XINGUO REND2] PATRICK RINKE!, and MATTHIAS
SCHEFFLER! — ! Fritz Haber Institute of the Maxz Planck Soci-
ety, Berlin, Germany — 2Key Laboratory of Quantum Information,
USTC, Hefei, China



