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Proposal Title: Hands-on workshop “Density-functional theory and beyond:
Computational materials science for real materials”

Application Reference N°: 4605

1) Summary (up to one page)

From August 06 through 15, 2013, the Fritz Haber Institute (FHI) in Berlin and the
International Centre for Theoretical Physics (ICTP) in Trieste organized a "Hands-On
Workshop: Density Functional Theory and Beyond" in Trieste. The workshop
convened a total of 107 participants from 20 countries, among them 35 lecturers and
tutors as well as 72 student and postdoc participants, who had been selected from
over 300 applicants. The workshop offered a broad introduction to computational
materials science based on quantum-mechanical methods, ranging from the
fundamentals (e.g., basic electronic structure theory, density functional theory, ab
initio molecular dynamics) to advanced research topics at the forefront of the field.
This material was presented in 24 keynote lectures (1 hour each) in morning
sessions, as well as six all-afternoon tutorial sessions at the computer, and a
weekend tutorial session. In addition, a poster session and poster parade allowed the
participants to introduce themselves and their scientific interests to the other
participants, speakers, and tutors. Overall, as organizers we were impressed by the
motivated and focused group of participants that we were allowed to host during this
event. The facilities at ICTP are a beautiful and extremely efficient setting for a
hands-on computer workshop of this size, including its experienced staff, state-of-
the-art technical capabilities for computer exercises and the ability to record all
scientific events, which are now online at ICTP. We note that an article describing the
workshop was also published online at
http://www.ictp.it/about-ictp/media-centre/news/2013/9/dft_workshop.aspx .

2) Description of the scientific content of and discussions at the event (up
to four pages)

The workshop consisted of three broad parts: Basic concepts of electronic structure
theory (August 6-8), advanced concepts including electronic structure, degrees of
freedom or the nuclei, spectroscopy and multiscale models based on quantum-



mechanical input (August 9-14) and an "outlook day" featuring implications of the
field in the "Materials Genome" context (US) and in industry.

Two overview lectures on the first day (Scheffler, Baroni) set the tone regarding
electronic structure theory for ground-state and excited-state (spectroscopic)
applications, followed by a poster parade with two-minute presentations each by the
participants. On the second day, M. Casida presented an in-depth overview of
electronic exchange-correlation treatments - the methodological centerpiece of the
field - from a theoretical chemist's point of view. Lectures introducing the technical
pieces that now form the standard foundation of the field in terms of powerful
electronic structure code packages added to the introduction (Blum, Hofmann), and a
first tutorial introduced these basic aspects - especially, the implications of different
approximations to exchange and correlation - in terms of simple non-periodic
molecules. As all other tutorials, this step was based on the FHI-aims code and
supervised by approximately fifteen tutors and speakers from Berlin, all of whom
were experienced in the handling of this code. The poster session brought together
the entire conference on this evening, with posters remaining up for discussions (and
being frequently used) during the entire remaining workshop period. August 8 was
dedicated to periodic systems - the basic concepts (Bloch theorem, band structures
and densities of state, etc.; Moll) as well as plane-wave based electronic structure
approaches that are inherently periodic in nature (Gebauer, Draxl). The afternoon
tutorial introduced periodic systems in practice, offering both basic exercises for
participants not yet familiar with these concepts, as well as advanced steps (surface
structure, magnetic systems) for participants with a prior background in these
methods.

The second broad part of the workshop began on August 9 with in-depth lectures on
electronic structure approaches beyond density functional theory (Levchenko and
Neese), including an impressive sweep of quantum chemical approaches from the
basics to linear-scaling coupled cluster theory (singles, doubles and perturbative
triples, CCSD(T)) for very large systems by Neese. Another extremely active area is
the application of DFT-based methods to the statistical mechanics and dynamics of
the nuclei, with expert introductions to ab initio thermodynamic descriptions of solid
materials (Neugebauer) as well as molecular dynamics (Rossi) and a tutorial on key
basic aspects of molecular dynamics. The weekend featured hands-on sessions with
tutors, during which participants chose their own small research projects, ranging
from applications in their own fields to actual, hands-on programming experience for
a scientific problem. The participants were, of course, not constrained to be present
during these exercises, but an impressively large number did, making this a
rewarding experience both for the participants and for the tutors.

Transport properties (Evers, Carbogno) and electronic excitations (Rinke, Appel) of
molecules and solids formed the key areas covered on August 12, including a
complete tutorial on Kubo-Greenwood based charge transport in solids from first
principles (this is another "hot topic" with active development going on across the
field). Statistical mechanics (Ghiringhelli) and the incorporation of nuclear motion
beyond the classical approximation (Car) were key topics on August 13, together
with an introduction to the extremely active topic of long-range dispersion interactions
(Tkatchenko) and their proper incorporation into density functional theory. Electronic
excitations as a tutorial topic picked up a theme from the previous day. Almost finally,
an entire day was devoted to bringing quantum mechanical accuracy to larger
scales, either directly (Haynes, linear scaling DFT) or by way of multiscale models
(Behler, Kratzer). A tutorial on this topic was prepared by Gus Hart (BYU) in the
afternoon of the same day, showing how a model Hamiltonian can be effectively and
reliably set up based on quantum mechanical input.



The last day served as on outlook day, with a lecture on the Materials Genome
(Hart), theory-led research at BASF (Rieger) and a culminating lecture on challenges
addressed at BP (Ellen Williams, CSO, BP). This ended the workshop with a
stimulating outlook for all participants. We note with some pride that the lecture room
remained full up to the very end.

3) Assessment of the results and impact of the event on the future
directions of the field (up to two pages)

We brought together an audience of bright and motivated young scientists from a
global backdrop, both from developed countries and from (ICTP's core mission) the
developing world. We are extremely fortunate to work in a field that offers ample
perspectives for growth and unprecented scientific discoveries to its young scientists
- both the ongoing growth of computational resources and the dedication of young
scientists to push methods and algorithms further contribute to this growth. It is
extremely pleasing to see that these basic insights are indeed being incorporated
into in-house basic industrial science, as well as having already spawned some of
the highest-cited papers in physics today.

It is the organizers' experience that many of the participants at our format of event
(held since 1994 in a roughly biannual rhythm) are often scientists that stay in the
field. Several of those that meet at such a focused school do form scientific bonds
that may last for many years beyond. In fact, Blum (one of the organizers)
participated in a much earlier event in Trieste, in 1999. Amazingly, his roommate at
the time is now a Professor in Iran and an ICT fellow, who introduced his student to
the 2013 workshop reported here.

It is of course hard to quantify the overall progress of the field in terms of its origin at
workshops such as our own. Nonetheless, the opportunity to experience the vision of
some of the leading experts of the field in a limited audience of focused, motivated
(and, simply, friendly and welcoming) peers is a unique experience. Some of the
material presented at the workshop was advanced enough to surprise even long-time
experts in the field. At the same time, we believe that we have created a format that
allowed every participant to learn starting from their own level, taking home valuable
experiences (and research materials) to stimulate their work and ultimately propel
forward the field itself.

4) Annexes 4a) and 4b): Programme of the meeting and full list of speakers
and participants



Annex 4a: Programme of the meeting
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Meeting » Program

Workshop Program

http://th.fhi-berlin.mpg.de/sitesub/meetings/DFT-workshop-2...

Density functional theory and beyond:
Computational materials science for real
materials

Held at the Abdus Salam International Centre for Theoretical Physics
(ICTP)

Trieste, Italy, August 06 - August 15, 2013

This schedule is final, all lectures are for 50 min + 10 min discussion.

Poster dimensions: The poster board size is limited as 1.00 m (width) x 1.90 m (height). For example,

AQ portrait format should work. We do not handle poster printing.

Program and Abstract Booklet: Program-and-Poster-Abstracts_HandsOnDFT2013.pdf

Tuesday, August 6: The Big Picture: Electronic Structure Theory

9:00 - 11:30 Registration (outside Kastler lecture hall, Adriatico guest
house)
Participants arriving later can still register in the Conference
Secretariat's office at the Adriatico Guest House (Office No.
1, Lower Level 1) during the morning hours.
14:30 - 14:45 | Volker Blum, Introductory remarks
Ralph
Gebauer
14:45 - 15:45 | Matthias Electronic Structure Overview
Scheffler
Lecture_1_Scheffler_HandsOnDFT2013.pdf
15:45 - 16:45 | Stefano Challenges Beyond Ground-State Electronic Structure
Baroni Theory
Lecture_2_Baroni_HandsOnDFT2013.pdf
16:45-17:15 | Coffee Break
17:15-19:00 Poster parade (2 min. talks by all participants)
19:00 - 22:00 | Welcome Reception

Wednesday, August 7: The Basics of DFT

09:00 - 10:00 | Mark Casida Exchange and Correlation
Lecture_3_Casida_HandsOnDFT2013.pdf
10:00 - 11:00 | Volker Blum Electronic Structure Theory in Practice |
Lecture_4_Blum_HandsOnDFT2013.pdf
11:00 - 11:30 Coffee Break
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11:30 - 12:30 | Oliver Electronic Structure Theory in Practice I
Hofmann
Lecture_5_Hofmann_HandsOnDFT2013.pdf
12:30 - 14:00 | Lunch Break
14:00 - 18:00 | Lydia Nemec, Practical Session 1: The basics of electronic structure theory
Oliver
Hofmann Intro_Tutorial1_2013.pdf , Tutorial1_2013.pdf
18:00 - 19:00 | Break
19:00 - 22:00 Poster session for participants (posters will be up for the

whole week)

Thursday, August 8: Periodic Systems: Basic Concepts for Solids and Surfaces

09:00 - 10:00 | Nikolaj Moll Periodic Systems: Concepts
Lecture_6_Moll_HandsOnDFT2013.pdf
10:00 - 11:00 | Ralph The Plane-Wave Pseudopotential Method
Gebauer
Lecture_7_Gebauer_HandsOnDFT2013.pdf
11:00 - 11:30 | Coffee Break
11:30 - 12:30 | Claudia Draxl The Augmented Plane Wave Method
Lecture_8_Draxl_HandsOnDFT2013.pdf
12:30 - 14:00 | Lunch Break
14:00 - 18:00 | Franz Knuth, Practical Session 2: Periodic Systems: Bulk Materials, Band
Sergey Structures and Densities of States
Levchenko
Intro_Tutorial2_2013.pdf , Tutorial2_2013.pdf
18:00 - 20:30 | Dinner Break
20:30 - 22:00 Extra computer time with tutors on hand

Friday, Augus

t 9: Beyond LDA

and GGA: Correlation & Bringing Back the Nuclei (I)

09:00 - 10:00 | Sergey Beyond DFT for Extended Systems
Levchenko
Lecture_9_Levchenko_HandsOnDFT2013.pdf
10:00 - 11:00 | Frank Neese Electron Correlation: State of the Art in Quantum Chemistry
Lecture_10_Neese_HandsOnDFT2013.pdf
11:00 - 11:30 | Coffee Break
11:30 - 12:30 | Jorg "Real Materials": Ab Initio Thermodynamics
Neugebauer
12:30 - 14:00 | Lunch Break
14:00 - 15:00 | Mariana Rossi | Ab Initio Molecular Dynamics

Lecture_12_Rossi_HandsOnDFT2013.pdf
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15:00 - 18:00

Carsten
Baldauf,
Adriana
Supady,
Franziska
Schubert,
Mariana
Rossi,
Luca
Ghiringhelli
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Practical Session 3: Ab initio Molecular Dynamics

Tutorial3_2013.pdf

18:00 - 20:30

Dinner Break

20:30 - 22:00

Extra computer time with tutors on hand

Saturday, August 10

09:00 - 12:30

Weekend research project with tutors on hand
CS_Constrained-Relaxation.pdf
CS_RPA-basis-sets.pdf
CS_anharmonic-vibrations.pdf
CS_embedding.pdf
CS_harmonic-vibrations.pdf

CS_minimum-energy-path.pdf
path.tgz

, CS_minimum-energy-

CS_replica-exchange_MD.pdf
exchange_MD.tgz

, CS_replica-
Microtutorial_PLUMED.pdf ,
Microtutorial_PLUMED.tgz

Microtutorial_Surface-Phase-Diagram.pdf
Microtutorial_Surface-Phase-Diagram.tigz

14:00 -

Outing (with dinner)

Sunday, Augu

st 11

all day

Weekend research project with tutors on hand

Monday, August 12: Spectroscopy and Transport

09:00 - 10:00 | Ferdinand Electronic Transport
Evers
10:00 - 11:00 | Patrick Rinke Many-Body and GW

Lecture_14_Rinke_HandsOnDFT2013.pdf

11:00 - 11:30

Coffee Break
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11:30 - 12:30 | Heiko Appel TDDFT and Optical Properties
Lecture_15_Appel_HandsOnDFT2013.pdf
12:30 - 14:00 | Lunch Break
14:00 - 15:00 | Christian Charge and Heat Transport in Solids
Carbogno
Lecture_16_Carbogno_HandsOnDFT2013.pdf
15:00 - 18:00 | Karsten Practical Session 4: Charge Transport in Solids at Finite
Rasim, Temperatures
Christian
Carbogno Intro_Tutorial4_2013.pdf , Tutorial4_2013.pdf
18:00 - 20:30 | Dinner Break
20:30-21:00 | N.N. Open Stage: Summary of the weekend research project
(Info-Lab)
21:00 - 22:00 Extra computer time with tutors on hand

Tuesday, August 13: Beyond LDA and GGA: Correlation & Bringing Back the Nuclei (II)

09:00-10:00 | Luca From Ab Initio Molecular Dynamics to Statistical Mechanics
Ghiringhelli
Lecture_17_Ghiringhelli_HandsOnDFT2013.pdf
10:00 - 11:00 | Alexandre Practical Approach to Dispersion Interactions
Tkatchenko
Lecture_18_Tkatchenko_HandsOnDFT2013.pdf
11:00 - 11:30 | Coffee Break
11:30 - 12:30 | Roberto Car Quantum Nuclei
Lecture_19_Car_HandsOnDFT2013.pdf
12:30 - 14:00 | Lunch Break
14:00 - 18:00 | Fabio Caruso, | Practical Session 5: Excited State Formalisms
Heiko Appel,
Patrick Rinke Intro_Tutorial5_2013.pdf , Tutorial5_2013.pdf
18:00 - 20:30 | Dinner Break
20:30 - 22:00 Extra computer time with tutors on hand

Wednesday, August 14: Large Scale and Multiscale

09:00 - 10:00 | Peter Haynes Linear Scaling DFT
Lecture_20_Haynes_HandsOnDFT2013.pdf

10:00 - 11:00 | Jorg Behler Coarse-graining potential energy surfaces from ab initio data
using artificial neural networks
Lecture_21_Behler_HandsOnDFT2013.pdf

11:00 - 11:30 | Coffee Break
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11:30 - 12:30 | Peter Kratzer Coarse-Graining Time and Space: Kinetic Monte Carlo
Lecture_22_Kratzer_HandsOnDFT2013.pdf

12:30 - 14:00 | Lunch Break

14:00 - 18:00 | Gus Hart, Practical Session 6: Multiscale
Conrad
Rosenbrock, Intro_Tutorial6_2013.pdf , Tutorial6_2013.pdf
Bjorn Bieniek

18:00 - 20:30 | Dinner Break

20:30 - 22:00 Extra computer time with tutors on hand

Thursday, August 15: Towards

Real-World Applications

09:00 - 10:00 | Gus Hart Deciphering the Materials Genome
Lecture_23_Hart_HandsOnDFT2013.pdf
10:00 - 11:00 | Michael Computational Materials Science at BASF
Rieger
Lecture_24_Rieger_HandsOnDFT2013.pdf
11:00 - 11:30 | Coffee Break
11:30- 12:30 | Ellen D. Frontiers for Basic Science (and Modelling) in Industry
Williams
12:30 - 14:00 | Lunch Break and end of the workshop

For reference, the program and tutorials offered at past hands-on workshops can be found at the
following links:

Hands-On workshop 2011 in Berlin

Hands-On workshop 2009 in Berlin

Page last modified on September 02, 2013, at 02:15 PM EST
Theory Department of the Fritz Haber Institute of the Max Planck Society Impress
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Activity SMR.2475

Density-Functional Theory and Beyond:
Computational Materials Science for Real Materials

A Hands-on Workshop and Tutorial

6 - 15 August 2013
ICTP, Trieste, Italy

Organizers:
Carsten Baldauf, Volker Blum, Matthias Scheffler - Fritz Haber Institute (FHI), Berlin, Germany
Ralph Gebauer - the Abdus Salam International Centre for Theoretical Physics (ICTP), Trieste, Italy

Co-sponsors:

@ scecam MOHM oy Moo

Workshop websites at ICTP and FHI:

http://agenda.ictp.it/smr.php?2475 and http://th.fhi-berlin.mpg.de/sitesub/ meetings/DFT-workshop-2013/

FINAL LIST OF PARTICIPANTS

Total number of visitors: 107



No. NAME and INSTITUTE Nationality

Function

DIRECTOR

Total number in this function: 3

1. BALDAUF Carsten

GERMANY

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft

Theory Department

Faradayweg 4-6

D-14195 Berlin

GERMANY

Permanent Institute e mail baldauf@fhi-berlin.mpg.de

2. BLUM Volker GERMANY

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft

Theory Department

Faradayweg 4-6

D-14195 Berlin

GERMANY

Permanent Institute e mail blum@FHI-Berlin.MPG.de

3. SCHEFFLER Matthias GERMANY

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft

Theory Department

Faradayweg 4-6

D-14195 Berlin

GERMANY

Permanent Institute e mail scheffler@fhi-berlin.mpg.de

Participation for activity = Density Functional SMR Number: 2475

ORGANIZER

ORGANIZER

ORGANIZER
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No. NAME and INSTITUTE

Nationality

Function

LECTURER Total number in this function: 22

4. APPEL Heiko

Permanent Institute:

Fritz-Haber-Institut Der Max-Planck-Gesellschaft
Faradayweg 4-6

D-14195 Berlin

GERMANY

Permanent Institute e mail appel @fhi-berlin.mpg.de

5. BARONI Stefano

Permanent Institute:

SISSA & DEMOCRITOS National Simulation Center
Via Bonomea 265

34136 Trieste

ITALY

Permanent Institute e mail baroni@sissa.it

6. BEHLER Jorg

Permanent Institute:

Ruhr Universitat Bochum

Fakultat Fur Chemie

44780 Bochum

GERMANY

Permanent Institute e mail joerg.behler@theochem.ruhr-uni-bochu
m.de

7. CAR Roberto

Permanent Institute:

Princeton University
Department of Chemistry
Washington Road and William St.
NJ 08544-1009 Princeton
UNITED STATES OF AMERICA

Permanent Institute e mail rcar@princeton.edu

8. CARBOGNO Christian

Permanent Institute:

Fritz-Haber-Institut Der Max-Planck-Gesellschaft
Faradayweg 4-6

D-14195 Berlin

GERMANY

Permanent Institute e mail carbogno@fhi-berlin.mpg.de

Participation for activity = Density Functional SMR Number: 2475

GERMANY

ITALY

GERMANY

ITALY

ITALY

LECTURER

LECTURER

LECTURER

LECTURER

LECTURER
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No. NAME and INSTITUTE

Nationality

Function

9. CASIDA Mark Earl

Permanent Institute:

Universite Joseph Fourier

Departement de Chimie Moleculaire
Institut de Chimie Moleculaire de Grenoble
Laboratorie de Chimie Theorique

301 rue de la Chimie, BP 53

F-38041 Grenoble Cedex 9

FRANCE

Permanent Institute e mail

10. DRAXL Claudia

Permanent Institute:

Humboldt University

Zum Grossen Windkanal 6

12489 Berlin
GERMANY

Permanent Institute e mail

11. EVERS Ferdinand

Permanent Institute:

Institute for Nanotechnology
Research Center Karlsruhe
Hermann-von-Helmholtzplatz 1

KIT Campus North

76344 Eggenstein-Leopoldshafen

GERMANY

Permanent Institute e mail

12. GHIRINGHELLI Luca Massimiliano

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft

Theory Department
Faradayweg 4-6
D-14195 Berlin
GERMANY

Permanent Institute e mail luca@fhi-berlin.mpg.de

13. HART Gus

Permanent Institute:

Brigham Young University

Provo Utah 84602

UNITED STATES OF AMERICA
Permanent Institute e mail gus.hart@gmail.com

Participation for activity

Density Functional

CANADA

mark.casida@ujf-grenoble.fr

AUSTRIA

claudia.drax|@physik.hu-berlin.de

GERMANY

ferdinand.evers @kit.edu

ITALY

UNITED STATES OF
AMERICA

SMR Number: 2475

LECTURER

LECTURER

LECTURER

LECTURER

LECTURER
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No. NAME and INSTITUTE Nationality Function

14. HAYNES Peter David UNITED KINGDOM LECTURER

Permanent Institute:

Imperial College London
Department of Materials
Exhibition Road

London SW7 2AZ
UNITED KINGDOM

Permanent Institute e mail p.haynes@imperial.ac.uk

15. HOFMANN Oliver AUSTRIA LECTURER

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft
Theory Department

Faradayweg 4-6

D-14195 Berlin

GERMANY

Permanent Institute e mail hofmann@fhi-berlin.mpg.de

16. KRATZER Peter GERMANY LECTURER

Permanent Institute:

University of Duisburg-Essen

Faculty of Physics

Lotharstr. 1

D-47048 Duisburg

GERMANY

Permanent Institute e mail peter.kratzer@uni-due.de

17. LEVCHENKO Sergey RUSSIAN FEDERATION LECTURER

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft
Theory Department

Faradayweg 4-6

D-14195 Berlin

GERMANY
Permanent Institute e mail sergey @fhi-berlin.mpg.de,
levchenko@fhi-berlin.mpg.de
18. MOLL Nikolaj GERMANY LECTURER

Permanent Institute:

1.B.M.

Zurich Research Laboratory

Saumerstrasse 4

CH-8803 Ruschlikon

SWITZERLAND

Permanent Institute e mail NIM@ zurich.ibm.com

Participation for activity = Density Functional SMR Number: 2475 Page 5



No.

NAME and INSTITUTE

Nationality

Function

19. NEESE Frank

Permanent Institute:

Max-Planck-Institut Fur Chemische Energiekonversion

Stiftstrasse 34-36

45470 Muelheim an der Ruhr

GERMANY

Permanent Institute e mail

20. NEUGEBAUER Joerg

21.

Permanent Institute:

Max-Planck-Institut Fur Eisenforschung Gmbh

Max-Planck Strasse 1
40237 Dusseldorf

GERMANY

Permanent Institute e mail

RIEGER Michael

Permanent Institute:

BASF

Zk/C Tagungen

Building B1

67056 Ludwigshafen

GERMANY

Permanent Institute e mail

22. RINKE Patrick

Permanent Institute:

neugebauer@mpie.de

Fritz-Haber-Institut Der Max-Planck-Gesellschaft

Faradayweg 4-6

D-14195 Berlin
GERMANY

Permanent Institute e mail

23. ROSSI CARVALHO Mariana

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft

Theory Department
Faradayweg 4-6

D-14195 Berlin
GERMANY

Permanent Institute e mail

24. TKATCHENKO Alexandre

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft

Theory Department
Faradayweg 4-6

D-14195 Berlin
GERMANY

Permanent Institute e mail

Participation for activity

Density Functional

frank.neese @cec.mpg.de

michael.rieger@basf.com

rinke @fhi-berlin.mpg.de

rossi@fhi-berlin.mpg.de

tkatchen@fhi-berlin.mpg.de

SMR Number: 2475

GERMANY

GERMANY

GERMANY

GERMANY

BRAZIL

MEXICO

LECTURER

LECTURER

LECTURER

LECTURER

LECTURER

LECTURER

Page 6



No. NAME and INSTITUTE Nationality Function

25. WILLIAMS Ellen Dudley UNITED STATES OF LECTURER
AMERICA

Permanent Institute:

BP International Limited
1101 NY Ave. NW

Suite 700

Washington DC

UNITED STATES OF AMERICA

Permanent Institute e mail Ellen.Williams@uk.bp.com

Participation for activity = Density Functional SMR Number: 2475 Page 7



No. NAME and INSTITUTE Nationality

Function

TUTOR Total number in this function: 10

26. BIENIEK Bjorn GERMANY

Permanent Institute:

Fritz Haber Institute of the Max Planck Society Theory Department
Faradayweg 4-6

14195 Berlin

Brandenburg

GERMANY

Permanent Institute e mail bieniek@fhi-berlin.mpg.de

27. CARUSO Fabio ITALY

Permanent Institute:

Fritz Haber Institute of the Max Planck Society Theory Department
Faradayweg 4-6

14195 Berlin

Brandenburg

GERMANY

Permanent Institute e mail caruso@fhi-berlin.mpg.de

28. IHRIG Arvid Conrad GERMANY

Permanent Institute:

Fritz Haber Institute of the Max Planck Society Theory Department
Faradayweg 4-6

14195 Berlin

Brandenburg

GERMANY

Permanent Institute e mail ihrig@fhi-berlin.mpg.de

29. KNUTH Franz GERMANY

Permanent Institute:

Fritz Haber Institute of the Max Planck Society Theory Department
Faradayweg 4-6

14195 Berlin

Brandenburg

GERMANY

Permanent Institute e mail knuth@fhi-berlin.mpg.de

30. NEMEC Lydia GERMANY

Permanent Institute:

Fritz Haber Institute of the Max Planck Society Theory Department
Faradayweg 4-6

14195 Berlin

Berlin

GERMANY

Permanent Institute e mail Inemec@fhi-berlin.mpg.de

Participation for activity = Density Functional SMR Number: 2475

INSTRUCTOR

INSTRUCTOR

INSTRUCTOR

INSTRUCTOR

INSTRUCTOR
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No. NAME and INSTITUTE

Nationality

Function

31. RASIM Karsten

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft

Theory Department
Faradayweg 4-6
D-14195 Berlin
GERMANY

Permanent Institute e mail

32. SCHNEIDER Markus

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft

Theory Department
Faradayweg 4-6
D-14195 Berlin
GERMANY

Permanent Institute e mail

33. SCHUBERT Franziska

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft

Theory Department
Faradayweg 4-6
D-14195 Berlin
GERMANY

Permanent Institute e mail

34. SUPADY Adriana

Permanent Institute:

rasim@fhi-berlin.mpg.de

markus.schneider@fhi-berlin.mpg.de

schubert@fhi-berlin.mpg.de

Fritz Haber Institute of the Max Planck Society Theory Department

Faradayweg 4-6
14195 Berlin
Brandenburg
GERMANY

Permanent Institute e mail

35. ZHANG Ying

Permanent Institute:

Fritz Haber Institut der Max Planck Gesellschaft

Theory Department
Faradayweg 4-6
D-14195 Berlin
GERMANY

Permanent Institute e mail

Participation for activity

Density Functional

supady @fhi-berlin.mpg.de

PEOPLE'S REPUBLIC OF

zhang @fhi-berlin.mpg.de

SMR Number: 2475

GERMANY

GERMANY

GERMANY

POLAND

CHINA

INSTRUCTOR

INSTRUCTOR

INSTRUCTOR

INSTRUCTOR

INSTRUCTOR
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No. NAME and INSTITUTE Nationality Function

PARTICIPANT Total number in this function: 72

36. ALTVATER Florian GERMANY PARTICIPANT

Permanent Institute:

Lawrence Berkeley National Laboratory

1 Cyclotron Road

Berkeley 94720

California

UNITED STATES OF AMERICA

Permanent Institute e mail altvater@berkeley.edu

37. ATAEl Seyedeh Samaneh ISLAMIC REPUBLIC OF PARTICIPANT
IRAN

Permanent Institute:

University of Tehran
Department of Physics

North Karegar Avenue
Tehran

ISLAMIC REPUBLIC OF IRAN

Permanent Institute e mail samaneh.ataei@ut.ac.ir

38. AVANESIAN Talin ISLAMIC REPUBLIC OF PARTICIPANT
IRAN

Permanent Institute:

University of California at Riverside

Department of Chemical and Environmental Engineering
900 University Ave.

Riverside CA 92521

UNITED STATES OF AMERICA

Permanent Institute e mail tavanesian@engr.ucr.edu

39. BASAK Susmita INDIA PARTICIPANT

Permanent Institute:

Northeastern University

Dept. of Physics

360 Huntington Ave

Boston MA 02115

UNITED STATES OF AMERICA

Permanent Institute e mail S.Basak@neu.edu

40. BHAT Soumya Sadashiva INDIA PARTICIPANT

Permanent Institute:

Indian Institute of Science,

Department of Materials Engineering,

Prof U. Ramamurty Lab

Bangalore

Bangalore 560012

Karnataka

INDIA

Permanent Institute e mail soumyabhat25@gmail.com

Participation for activity = Density Functional SMR Number: 2475 Page 10
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41. BHATTACHARJEE Nicholus INDIA PARTICIPANT

Permanent Institute:

Institut de Biologie Structurale J.P. Ebel
rue Jules Horowitz

F-38027 Grenoble

FRANCE

Permanent Institute e mail nicholusbhattacharjee @gmail.com

42. BRADLEY Kathryn Ann UNITED KINGDOM PARTICIPANT

Permanent Institute:

University of Liverpool
Department of Chemistry

Crown Street
Liverpool L69 7ZD
UNITED KINGDOM

Permanent Institute e mail Kathryn.Bradley@liverpool.ac.uk

43. BRISTOW Jessica Kate UNITED KINGDOM PARTICIPANT

Permanent Institute:

University of Bath
Department of Chemistry
Claverton Down

Bath BA2 7AY

UNITED KINGDOM
Permanent Institute e mail jp459@bath.ac.uk
44. CALVINO GALLARDO Marbella MEXICO PARTICIPANT

Permanent Institute:

Instituto Politecnico Nacional

Escuela Superior de Ingenieria Mecanica y Electrica Culhuacan
Seccion de Estudios de Posgrado

Av. Santa Ana No. 1000

Mexico City 04430

Mexico City

MEXICO

Permanent Institute e mail mcalvino@ipn.mx

45. CEBULLA Daniel GERMANY PARTICIPANT

Permanent Institute:

Universitaet Rostock

Institute for Physics

AG Statistical Physics

Wismarsche Str. 43-45

18057 Rostock

GERMANY

Permanent Institute e mail daniel.cebulla@uni-rostock.de

Participation for activity = Density Functional SMR Number: 2475 Page 11
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46. CHAVES Anderson Silva

Permanent Institute:

Institute of Physics at Sao Carlos

University of Sao Paulo
Trabalhador Sao Carlense
Sao Carlos 13566590
Sao Paulo

BRAZIL

Permanent Institute e mail

47. CHEN Ji

Permanent Institute:

aschaves@ursa.ifsc.usp.br

International Center for Quantum Materials ICQM

Peking University
1000871 Beijing

PEOPLE'S REPUBLIC OF CHINA

Permanent Institute e mail

48. CUAUTLI MEJIA Cristina

Permanent Institute:

jichenicgm@pku.edu.cn

Universidad Autonoma Metropolitana

Unidad Iztapalapa
Departamento de Quimica

Area de Fisicoquimica Teorica-

San Rafael Atlixco No. 186

Mexico 09340
Iztapalapa

MEXICO

Permanent Institute e mail

49. DE SILVA Piotr

Permanent Institute:

Jagiellonian University
Faculty of Chemistry
ul. R. Ingardena 3
30-060 Krakow
POLAND

Permanent Institute e mail

50. DELLE PIANE Massimo

Participation for activity

Permanent Institute:

Dipartimento di Chimica
Universita di Torino

Via P. Giuria 7

10125 Torino

ITALY

Permanent Institute e mail

Density Functional

gcuautli@xanum.uam.mx

desilva@chemia.uj.edu.pl

massimo.dellepiane @unito.it

BRAZIL

PEOPLE'S REPUBLIC OF
CHINA

MEXICO

POLAND

ITALY

SMR Number: 2475

PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT

Page 12
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51. DOUMA Dick Hartmann CONGO

Permanent Institute:

Universite Marien Ngouabi
Faculte des Sciences
Departement de Physique

B.P. 69
Brazzaville
CONGO
Permanent Institute e mail doumadickhartmann@yahoo.fr
52. DVORACKOVA Oilga CZECH REPUBLIC

Permanent Institute:

University of South Bohemia

Branisovska 31 a

70 05 Ceske Budejovice

CZECH REPUBLIC

Permanent Institute e mail jedla@zsf.jcu.cz

53. ENT Stephan W.H. NETHERLANDS

Permanent Institute:

Delft University of Technology

Faculty of Applied Sciences

Department RRR

Fundamental Aspects of Materials and Energy
Mekelweg 15

2629 JB Delft

NETHERLANDS

Permanent Institute e mail s.w.h.eijt@tudelft.nl

54. EL MENAOUAR Khadija MOROCCO

Permanent Institute:

MSISM Resarch Team

Matter Science Department

Faculte Polydisciplinaire de Safi

Sidi Bouzid

46000 Safi

MOROCCO

Permanent Institute e mail k.elmenaouar@gmail.com

55. ELLIOTT Joshua UNITED KINGDOM

Permanent Institute:

Stephenson Institute for Renewable Energy
Department of Chemistry
University of Liverpool

Liverpool L69 3BX

UNITED KINGDOM

Permanent Institute e mail j-d.elliott@liv.ac.uk,
ccOu8210@student.liverpool.ac.uk

Participation for activity = Density Functional SMR Number: 2475

PARTICIPANT

PARTICIPANT

PARTICIPANT

AFFILIATE

PARTICIPANT
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56. FEDOROVA Natalya RUSSIAN FEDERATION

Permanent Institute:

Eidgenoessische Technische Hochschule ETH
Department of Materials

Wolfgang Pauli str. 27

CH 8093 Zurich

SWITZERLAND

Permanent Institute e mail natalya.fedorova@mat.ethz.ch

57. FURNO Mauro ITALY

Permanent Institute:

Novaled AG
Tatzberg 49
D-01307 Dresden

GERMANY
Permanent Institute € mail mauro.furno@novaled.com
58. GALADANCI Garba Shehu Musa NIGERIA

Permanent Institute:

Department of Physics

Faculty of Science

Bayero University

No.639 Biobaku road, B.U.K Newsite Senior Staff Quarters
P.O. Box 3011

Kano

NIGERIA

Permanent Institute e mail gsmgalad@gmail.com

59. GAO Qin PEOPLE'S REPUBLIC OF
CHINA

Permanent Institute:

Carnegie Mellon University

Department of Physics

5000 Forbes Avenue

PA 15213-3890 Pittsburgh

UNITED STATES OF AMERICA

Permanent Institute e mail gingao@andrew.cmu.edu

60. GEISLER Benjamin GERMANY

Permanent Institute:

University Duisburg-Essen

Lotharstr. 1

47057 Duisburg

GERMANY

Permanent Institute e mail benjamin.geisler@uni-duisburg-essen.d
e

Participation for activity = Density Functional SMR Number: 2475

PARTICIPANT

PARTICIPANT
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61.

GILLEN Roland GERMANY

Permanent Institute:

Technische Universitat Berlin

Institut Fur Festkorperphysik
Hardenbergstrabe 36

D-10623 Berlin

GERMANY

Permanent Institute e mail rg403@cam.ac.uk

62. GOEZ Albrecht GERMANY

GERMANY
Permanent Institute e mail a.goez@uni-muenster.de
63. GOLDSMITH Bryan UNITED STATES OF
AMERICA

64. GOLROKH BAHOOSH Safa

Permanent Institute:

Westfaelische Wilhelms Universitaet
Organisch-Chemisches Institut
Corrensstrasse 40

48149 Muenster

Permanent Institute:

University of California At Santa Barbara
Dept.of Chemical Engineering

CA 93106-5080 Santa Barbara
UNITED STATES OF AMERICA

Permanent Institute e mail bryan.r.goldsmith@gmail.com

IRAN

Permanent Institute:

Max Planck Institute of Microstructure Physics

Weinberg 2

D-06120 Halle

GERMANY

Permanent Institute e mail sgolrokh@mpi-halle.mpg.de

65. GONZALEZ DEL RIO Beatriz SPAIN

Permanent Institute:

Universidad de Valladolid

Depto de Fisica Teorica, Atomica y Optica

Facultad de Ciencias

Paseo de Belen 7

Campus Miguel Delibes

47011 Valladolid

SPAIN

Permanent Institute e mail beatriz@lig1.fam.cie.uva.es

Participation for activity = Density Functional SMR Number: 2475

ISLAMIC REPUBLIC OF

PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT
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66. GOPALAN Praveena INDIA

67.

68.

69.

70.

Permanent Institute:

P.S.G.R. Krishnammal College for Women

Peelamedu

Coimbatore 641004

Tamilnadu

INDIA

Permanent Institute e mail gopalpraveena@gmai.com

HAMED Samia UNITED STATES OF
AMERICA

Permanent Institute:

Lawrence Berkeley National Laboratory

Material Science Division

Molecular Foundry

1 Cyclotron Road

Berkeley CA 94720

UNITED STATES OF AMERICA

Permanent Institute e mail samiahamed @gmail.com

HUHN William Paul UNITED STATES OF
AMERICA

Permanent Institute:

Carnegie Mellon University

Department of Physics

5000 Forbes Avenue

PA 15213-3890 Pittsburgh

UNITED STATES OF AMERICA

Permanent Institute e mail wph@andrew.cmu.edu

HUMENIUK Alexander GERMANY

Permanent Institute:

Freie Universitat Berlin

Fachbereich Physik

Arnimallee 14

14195 Berlin

GERMANY

Permanent Institute e mail alexander.humeniuk@gmail.com

IYIKANAT Fadil TURKEY

Permanent Institute:

Izmir Institute of Technology

Department of Physics

35430 Izmir

TURKEY

Permanent Institute e mail fadiliyikanat@iyte.edu.tr

Participation for activity = Density Functional SMR Number: 2475
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PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT
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71. JACKSON Adam James UNITED KINGDOM PARTICIPANT

Permanent Institute:

University of Bath
Department of Chemistry
Claverton Down

Bath BA2 7AY

UNITED KINGDOM

Permanent Institute e mail Adam Jackson <a.j.jackson@bath.ac.uk>

72. KAPLAN Ferdinand GERMANY PARTICIPANT

Permanent Institute:

Universitaet Karlsruhe

Institut fuer Theorie der Kondensierten Materie KIT
Campus Sued

Postfach 3640

76021 Karlsruhe

GERMANY

Permanent Institute e mail ferdinand.kaplan@kit.edu

73. KETOLAINEN Tomi FINLAND PARTICIPANT

Permanent Institute:

Aalto University

School of Science & Technology

COMP Applied Physics

P.O. 11100

FIN-00076 Aalto

FINLAND

Permanent Institute € mail tomi.ketolainen@aalto.fi

74. KIM Junwon REPUBLIC OF KOREA PARTICIPANT

Permanent Institute:

Pohang Institute of Science and Technology
Department of Physics (POSTECH)

Hyoja Dong Nam Gu

Kyungbuk

790 784 Pohang

REPUBLIC OF KOREA

Permanent Institute e mail sian6cyy @postech.ac.kr

75. KIM Kyoo REPUBLIC OF KOREA PARTICIPANT

Permanent Institute:

POSTECH Pohang University of Science and Technology
Department of Physics

77 Cheongam-ro, Nam-gu

Pohang 790-784

Gyeongbuk

REPUBLIC OF KOREA

Permanent Institute e mail kyoo@postech.ac.kr

Participation for activity = Density Functional SMR Number: 2475 Page 17
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76. KOBAYASHI Kazuya JAPAN PARTICIPANT

Permanent Institute:

Environment and Resource System Engineering Lab.

Kyoto Daigaku Katsura

Kyoto University

C-Cluster

Nishikyo-ku

Kyoto 615-8540

JAPAN

Permanent Institute e mail kobayashi.kazuya.44n@st.kyoto-u.ac.jp

77. KOSTER Rik Sebastiaan NETHERLANDS PARTICIPANT

Permanent Institute:

Debye Institute for Soft Condensed Matter
Utrecht University

Princetonplein 1

3584 Utrecht

NETHERLANDS

Permanent Institute e mail R.S.Koster@uu.nl

78. KU JiYeon REPUBLIC OF KOREA PARTICIPANT

Permanent Institute:

Frontier Research Laboratory FRL

Samsung Advanced Institute of Technology SAIT
San 14, Nongseo-dong, Giheung-gu

Yongin-si Gyeonggi-do 446-712

REPUBLIC OF KOREA

Permanent Institute e mail jiyeon.ku@samsung.com

79. KUBYSHKINA Elena RUSSIAN FEDERATION PARTICIPANT

Permanent Institute:

KTH Royal Institute of Technology

School of Electrical Engineering
Electromagnetic Engineering
Teknikringen 33

SE-100 44 Stockholm

SWEDEN

Permanent Institute e mail kubys@kth.se

80. LAMIEL GARCIA J. Oriol SPAIN PARTICIPANT

Permanent Institute:

University of Barcelona
Department of Chemical Physics
Marti i Franques 1

08028 Barcelona

SPAIN

Permanent Institute e mail oriol.lamiel@gmail.com

Participation for activity = Density Functional SMR Number: 2475 Page 18
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81.

LI

Wun-Fan TAIWAN, CHINA

Permanent Institute:

Soft Condensed Matter group

Debye Institute for Nanomaterials Science
Utrecht University

Princetonplein 1

3584 CC Utrecht

NETHERLANDS

Permanent Institute e mail W.F.LiQuu.nl

82. LOBO MAZA Flavia Emilia ARGENTINA

83. LU Zhansheng

Permanent Institute:

National University of La Plata

Department Chemistry

The Research Institute of Theoretical and Applied Physical
Chemistry INIFTA

Diag 113 esq 64

1900 La Plata

Buenos Aires

ARGENTINA

Permanent Institute e mail flavialobomaza@inifta.unlp.edu.ar

CHINA

Permanent Institute:

College of Physics and Information Engineering
Henan Normal University

Jianshe Road E., 46#

453007 Xinxiang

PEOPLE'S REPUBLIC OF CHINA

Permanent Institute e mail zslu@henannu.edu.cn

84. MACCIONI Maria Barbara ITALY

Permanent Institute:

University of Cagliari

Faculty of science

Department of Physics

Cittadella Universitaria

Sestu Km 0,70

Monserrato 09042

ITALY

Permanent Institute € mail mariabarbara.maccioni@dsf.unica.it

85. MADEL Martin GERMANY

Permanent Institute:

NanoBio Spectroscopy Group
Centro Joxe Mari Korta
Avenida de Tolosa, 72

20018 Donostia-San Sebastian
SPAIN

Permanent Institute e mail mmadel@gmx.de

Participation for activity = Density Functional SMR Number: 2475

PEOPLE'S REPUBLIC OF

PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT
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86. MARIANSKI Mateusz

Permanent Institute:

Hunter College

City University of New York

695 Park Ave.

New York NY 10065

UNITED STATES OF AMERICA

Permanent Institute e mail MMarianski@gc.cuny.edu

87. MURPHY Ronan

Permanent Institute:

Tyndall National Institute

Dyke Parade

Cork City

IRELAND

Permanent Institute e mail ronan.murphy @tyndall.ie

88. MUSSELI CEZAR Henrique

Permanent Institute:

University of Sao Paulo

Institute of Physics of Sao Carlos

Av- Trabalhador Sao Carlense 400

Pq Arnold Schimidt

Sao Carlos 13560-970

Sao Paulo

BRAZIL

Permanent Institute e mail henrique.cezar@usp.br

89. OUYANG Tao PEOPLE'S REPUBLIC OF

Permanent Institute:

Xiangtan University

Lab. for Quantum Engineering & Micro Nano Energy Technology
and Dept. of Physics

Xiangtan University

411105 Xiangtan

Hunan

PEOPLE'S REPUBLIC OF CHINA

Permanent Institute e mail ouyangtao@xtu.edu.cn

90. PEREZ VILLEGAS Cesar Enrique

Permanent Institute:

Universidade Estadual Paulista

Instituto de Fisica Teorica

Rua Dr. Bento Teobaldo Ferraz 271

Sao Paulo 01140-070

Sao Paulo

BRAZIL

Permanent Institute e mail cesarperezvillegas@gmail.com

Participation for activity = Density Functional SMR Number: 2475

POLAND

IRELAND

BRAZIL

CHINA

PERU

PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT
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91. PORTMAN Jenni Minttu Eleonora

Permanent Institute:

Michigan State University

Department of Physics and Astronomy
567 Wilson Road

East Lansing MI 48824

UNITED STATES OF AMERICA

Permanent Institute e mail portman1@msu.edu

92. RETTENWANDER Daniel

Permanent Institute:

Universitat Salzburg
Dept.Physics.Computer Science.
Jakob Haringer Str. 2
Salzburg

AUSTRIA

Permanent Institute e mail

93. ROSENBROCK Conrad Waldhar

Permanent Institute:

Brigham Young University

Provo Utah 84602

UNITED STATES OF AMERICA

Permanent Institute e mail Conrad Rosenbrock
<profteancum@gmail.com>

94. RUKIN Pavel

Permanent Institute:

Russian Academy of Sciences
Photochemistry Centre
7A Novatorov Street
117421 Moscow
RUSSIAN FEDERATION
Permanent Institute e mail pavel.rukin@gmail.com

95. SCHOETTLER Manuel

Permanent Institute:

University of Rostock
Institute of Physics
Wismarsche Strasse 43-45
D-18057 Rostock
GERMANY

Permanent Institute e mail

96. SHUKLA Gokaran Nath

Permanent Institute:

University of Dublin
Trinity College
Department of Physics
2 Dublin

IRELAND

Permanent Institute e mail gokaran.shukla@gmail.com

Participation for activity = Density Functional

Daniel.Rettenwander@sbg.ac.at

manuel.schoettler@uni-rostock.de

FINLAND

AUSTRIA

GERMANY

RUSSIAN FEDERATION

GERMANY

INDIA

SMR Number: 2475

PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT

PARTICIPANT
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97. SIVARAMAN Ganesh INDIA PARTICIPANT

Permanent Institute:

Institute for Computational Physics
Universitaet Stuttgart

Allmandring 3

D-70569 Stuttgart

GERMANY

Permanent Institute e mail ganesh@icp.uni-stuttgart.de

98. STEGMUELLER Andreas GERMANY PARTICIPANT

Permanent Institute:

Philipps Universitat Marburg

Fach Physikalische Chemie

Hans-Meerwin Strasse

D-35032 Marburg

GERMANY

Permanent Institute e mail andreas.stegmueller@uni-marburg.de

99. SVOBODA Ondrej CZECH REPUBLIC PARTICIPANT

Permanent Institute:

Institute of Chemical Technology
Department of Physical Chemistry
Technicka 5

166 28 Prague 6

CZECH REPUBLIC

Permanent Institute e mail ondrej.svoboda@vscht.cz

100. TRAORE Boubacar MALI PARTICIPANT

Permanent Institute:

Cealleti

17, rue des Martyrs

MINATEC Campus

Bp 85X

38054 Grenoble

FRANCE

Permanent Institute € mail boubacar.traore @cea.fr

101. TREJO BANOS Alejandro MEXICO PARTICIPANT

Permanent Institute:

Instituto Politecnico Nacional

ESIME-Culhuacan

Nanoscience Research Laboratory

Av- Santa Ana No. 1000

Distrito Federal 04430

Coyoacan

MEXICO

Permanent Institute e mail atrejob0800@ipn.mx

Participation for activity = Density Functional SMR Number: 2475 Page 22
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102. WESTON Leigh AUSTRALIA PARTICIPANT

Permanent Institute:

University of Sydney

Dept. of Theoretical Physics
(N.S.W. 2006)

Sydney

AUSTRALIA

103. WU Bin PEOPLE'S REPUBLIC OF PARTICIPANT
CHINA

Permanent Institute:

Universite Joseph Fourier

B.P.53 X

38041 Grenoble

FRANCE

Permanent Institute e mail bin.wu@ujf-grenoble.fr,
benu1898@yahoo.fr

104. XENIOTI Dimitra GREECE PARTICIPANT

Permanent Institute:

Karlsruhe Institute of Technology

Institute of Nanotechnology
Hermann-von-Helmholtz-Platz 1

76344 Eggenstein Leopoldshafen

GERMANY

Permanent Institute e mail dxenioti@gmail.com

105. ZELEZNY Jakub CZECH REPUBLIC PARTICIPANT

Permanent Institute:

Department of Condensed Matter Theory

Institute of Physics

Academy of Sciences of the Czech Republic

Na Slovance 2

18221 Prague

CZECH REPUBLIC

Permanent Institute e mail jakub.zelezny@gmail.com

106. ZHANG Yubo PEOPLE'S REPUBLIC OF PARTICIPANT
CHINA

Permanent Institute:

Computational Materials Physics and Materials Design Group
Shanghai Institute of Ceramics

Chinese Academy of Sciences

1295 Dingxi Road

200050 Shanghai

PEOPLE'S REPUBLIC OF CHINA

Permanent Institute e mail ybzhang@mail.sic.ac.cn

Participation for activity = Density Functional SMR Number: 2475 Page 23
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107. ZHOU Xiuwen PEOPLE'S REPUBLIC OF PARTICIPANT
CHINA

Permanent Institute:

University of Geneva

Dept of Physical Chemistry
30, Quai Ernest Ansermet
1211 Geneva
SWITZERLAND

Permanent Institute e mail xiuwen.zhou@unige.ch

Participation for activity = Density Functional SMR Number: 2475 Page 24



