The Abdus Salam
International Centre
for Theoretical Physics

(CTP

19th International Workshop on Computational Physics and Material Science: Total Energy

and Force Methods

09/01/2019 - 11/01/2019
Trieste, Italy

Preliminary List of Participants

co-sponsored by:
Psi-k and SISSA

Gong Xin-gao

Theoretical Physics (ICTP)

Fudan University, Department of Physics,
Shanghai

DIRECTORS
Finnis Michael William Imperial College London, Department of United Kingdom
Materials, London
Hassanali Ali The Abdus Salam International Centre for Italy
Theoretical Physics, Condensed Matter
and Statistical Physics Section
Junqueira Caldas Marilia Universidade de Sao Paulo, Instituto de Brazil
Fisica, Dept. Fisica dos Materiais e
Mecanica,
Sao Paulo
Neaton Jeffrey US Department of Energy, Lawrence USA
Berkeley National Laboratory
SCIENTIFIC ADVISORY COMMITTEE
Artacho Cortes Emilio Martin Nanogune, San Sebastian United Kingdom
Baldereschi Alfonso Ecole Polytechnique Federale de Switzerland
Lausanne, Institut de Theorie des
Phenomenes Physiques, EPFL SB
Gebauer Ralph Abdus Salam International Centre for Italy

People's Republic of China

Koch Erik Computational Materials Science Juelich Germany
Supercomputer Centre
Forschungszentrum Juelich
Martin Richard Mcfadden Stanford University United States of America
Strada Costiera, 11 1-34151, Trieste, Italy ¢ Tel. +39 040 2240111 ¢ Fax. +39 040 224163 * pio@ictp.it * www.ictp.it

ICTP is govermned by UNESCO, IAEA and Italy, and is a UNESCO Category 1 Institute



SPEAKERS

Akin-ojo Omololu

Baroni Stefano

Biermann Silke

Ceriotti Michele

Cocchi Caterina

Csanyi Gabor

De Gironcoli Stefano Maria

Eder Robert

Fabris Stefano

Foa Torres Luis Eduardo Francisco

Kunes Jan

Laio Alessandro

Marzari Nicola

Miranda Caetano Rodrigues

Monserrat Sanchez Bartomeu

ICTP East African Institute for
Fundamental Research University of
Rwanda

SISSA & DEMOCRITOS National
Simulation Center

Ecole Polytechnique, Centre de Physique
Theorique, Palaiseau

Ecole Polytechnique Federale de
Lausanne EPFL, Lab. of Computational
Science and Modelling COSMO,
Lausanne

Humboldt Universitaet zu Berlin , Institut
fuer Physik und IRIS Adlershof, Berlin

University of Cambridge, Department of
Engineering

SISSA & DEMOCRITOS National
Simulation Center, Trieste

Karlsruhe Institute of Technology KIT,
Institute for Solid State Physics,
Wuerttemberg

CNR IOM Democritos Simulation
Center, SISSA, Trieste

Universidad Nacional de Cordoba,
Argentina

Academy of Sciences of the Czech
Republic, Institute of Physics

SISSA., International School for
Advanced Studies, Trieste

Ecole Polytechnique Federale de
Lausanne, Theory and Simulation of
Materials, and National Centre for
Competence in Research MARVEL,
Lausanne

University of Sao Paulo Institute of
Physics Department of Mechanics and
Materials Physics, Sao Paulo

Theory of Condensed Matter, Cavendish
Laboratory, University of Cambridge

Rwanda

italy

France

Switzerland

Germany

United Kingdom

Italy

Germany

Italy

Chile

Czech Republic

Italy

Switzerland

Brazil

United Kingdom



Narasimhan Shobhana

Neese Frank Gunther

Pavarini Eva

Pignedoli Carlo Antonio

Quek Su Ying

Scandolo Sandro

Soluyanov Alexey

Todorova Mira

Van De Walle Christian

Vanderbilt David Hamilton

Weber Cedric

Wilhelm Jan

Xiang Hongjun

PARTICIPANTS

Adamska Lyudmyla

Adeagbo Waheed Adeniyi

Adebayo Gboyega Augustine

Jawaharlal Nehru Centre for Advanced
Scientific Research, Theoretical Sciences
Unit Bangalore

Max-Planck-Institut Fur Chemische
Energiekonversion, Muelheim an der
Ruhr

Forschungzentrum Julich GmbH, Peter
Grunberg Institute, Julich

Istituto Nanoscienze CNR NANO S3,
Duebendorf

Institute of High Performance
Computing, Singapore

The Abdus Salam International Centre for
Theoretical Physics, Condensed Matter
and Statistical Physics Section

Institute for Theoretical Physics, ETH
Zurich

Technische Universitat Darmstadt,
Fachbereich Physik, Dusseldorf

University of California @ Santa
Barbara, Department of Materials

Department of Physics and Astronomy
Rutgers, The State University of New
Jersey, Piscataway

King's College London

BASF SE, Ludwigshafen

Department of Physics, Fudan University,
Shanghai

University of Padua Department of
Physics & Astronomy

Martin Luther Universitaet Halle
Wittenberg, Naturwissenschaftliche
Fakultaet II, Institut fuer Physik

Department of Physics, University of
Agriculture

India

Germany

Germany

Italy

Singapore

Italy

Switzerland

Germany

United States of America

United States of America

United Kingdom

Switzerland

People's Republic of China

Italy

Germany

Nigeria



Adetunji Ibrahim Bamidele

Alizadeh Vahideh

Amador Raymond Christopher

Ansari Narjes

Aseguinolaza Aguirreche Unai

Ashani Timothy Mitonji

Ataei Seyedeh Samaneh

Azimigehraz Seyedjavad

Bentria El Tayeb

Benyahia Karima

Bertossa Riccardo

Biffi Giulia

Biktagirov Timur

Boonchun Adisak

Bosnar Mihovil

Calandra Buonaura Matteo

Calzolari Arrigo

Bells University of Technology, College
of Natural and Applied Sciences,
Physical Sciences Department

Humboldt-Universitat zu Berlin IRIS-
Institut with Caterina Cocchi

The Abdus Salam Internation center for
theoretical physics

Material Physics Center (mpc)

Physics Department, College of Physical
Sciences, Federal University of
Agriculture Abeokuta.

Unimore, Department of Physics, S3
CNR NANO

K. N. T University of Technology,
Science Faculty, Physics Department

Hamad Bin Khalifa University,
Environment and Energy Research
Institute, Doha, Qatar

Belhadj Bouchaib University of
Tmouchent

Scuola Internazionale Superiore di Studi
Avanzati

Istituto Italiano di Tecnologia,
Nanochemistry department,
Optoelectronics group

Universitat Paderborn

Department of physics, Faculty of
Science, Kasetsart University

Ruder Boskovic Institute, Division of
Theoretical Physics, Condensed Matter
and Statistical Physics Group

Institut des Nanosciences de Paris CNRS
et Sorbonne Universite

Istituto Nanoscienze CNR NANO S3

Nigeria

Islamic Republic of Iran

Germany

Italy

Spain

Nigeria

Italy

Islamic Republic of Iran

Algeria

Algeria

Italy

Italy

Germany

Thailand

Croatia

France

Italy



Cannuccia Elena

Carnevali Virginia

Chiarotti Tommaso

Choe Yoong-kee

Cogollo Olivo Beatriz Helena

Colonna Nicola

Cuadrado Del Burgo Ramon

D’agosta Roberto

Dal Corso Andrea

De Gennaro Riccardo

Deka Anjan Jyoti

Delcompare Rodriguez Paola Andrea

Dos Santos Rodrigo Neves

Douma Dick Hartmann

Dragoni Daniele

Ercole Loris

Errea Ion

Department of Physics, University of
Rome "Tor Vergata"

Universita degli Studi di Trieste,
Department of Physics, Italy

Ecole Polytechnique Federale De
Lausanne

National Institute of Advaned Industrial
Science and Technology

Universidad de Cartagena, Campus San
Agustin, Programa de Doctorado en
Ciencias Fisicas, Tercer Piso

Ecole Polytechnique Federale de
Lausanne

Institut Catala de Nanociencia i
Nanotecnologia

Nano-bio spectroscopy group,
Departamento de Fisica de Materiales,
Universidad del Pais Vasco

International School for Advanced
Studies SISSA-ISAS, Condensed Matter
Sector

Ecole Polytechnique Federale de
Lausanne

Cotton University

University of Trieste, Department of
Theoretical Physics, Italy

Federal University of Bahia, Institute of
Physics, Salvador, Brazil

Universite Marien NGouabi Faculte des
sciences et Techniques, Departement des
Licences, Option: Physique

Universita' degli Studi di Milano -
Bicocca, Dipartimento di Scienze dei
materiali

Condensed Matter Theory, SISSA

Department of Applied Physics 1,
University of the Basque Country

Italy

Italy

Switzerland

Japan

Colombia

Switzerland

Spain

Spain

Italy

Italy

India

Guatemala

Brazil

Congo

Italy

Italy

Spain



Etindele Anne Justine

Farnesi Camellone Matteo

Fatti Giulio

Ferrari Alberto

Ferretti Andrea

Ferri Matteo

Fiore Mosca Dario

Forcellini Nicolo'

Francia Nicholas Francesco

Frimpong Joseph

Fukuda Masahiro

Gerstmann Uwe

Giannozzi Paolo

Gibertini Marco

Glielmo Aldo

Golebiowski Jacek

Grasselli Federico

University of Yaounde I, Higher

Teachers' Training College, Department

of Physics

Istituto Officina dei Materiali (CNR-
IOM) c/o SISSA

Universita degli Studi di Modena e

Reggio Emilia - Dipartimento di Fisica,

Informatica e Matematica

Interdisciplinary Centre for Advanced

Materials Simulations, Ruhr Universitat

Bochum

Centro S3, Istituto Nanoscienze,
Consiglio Nazionale delle Ricerche

SISSA, Theory and Numerical
Simulation of the Condensed Matter

University of Vienna

University of Cambridge

Department of Chemical Engineering
University College London

Tamale Senior High School Science
Department

Institute for Solid State Physics,
University of Tokyo, Ozaki Lab.

University Paderborn, Department of
Physics, Germany

Dipartimento di Scienze Matematiche,
Informatiche e Fisiche, Universita' di
Udine

University of Geneva

Department of Physics, King's College
London

Imperial College London, Department of

Materials

SISSA - Scuola Internazionale Superiore

di Studi Avanzati Physics Condensed
Matter Theory Group

Republic of Cameroon

Italy

Italy

Germany

Italy

Italy

Austria

United Kingdom

United Kingdom

Ghana

Japan

Germany

Italy

Switzerland

United Kingdom

United Kingdom

Italy



Grisanti Luca

Guerra Juan Manuel

Guster Ionel-bogdan

Haile Asnake Sahele

Halliday Jessica Frances Kay

Hashmi Arqum

Haynes Peter David

Herrera Miguel Angel Jimenez

Herrero Saboya Gabriela

Hus Mate;j

Ibanez Azpiroz Julen

Igumbor Emmanuel

Isaeva Leyla

Ishii Fumiyuki

Jacobs Matheus Rychescki

Jamroz Agnieszka

Juan Dilson

Institut Ruder Boskovic, Zagreb, Croatia

University of Giessen

Catalan Institute of Nanoscience &
Nanotechnology, Barcelona, Spain

Addis Ababa university college of natural
and computational science center for
environmental science

Theory of Condensed Matter Group,
Cavendish Laboratory, University of
Cambridge

University of Tsukuba, Tsukuba, Ibaraki

Department of Materials Imperial College
London

Material Physics Center, Chemical
Physics of Complex Materials

CEA / DAM lle-de-France

National Institute of Chemistry
Department of Catalysis and Chemical
Reaction Engineering

Material Physics Center

School of Interdisciplinary Research and
Graduate Studies (SIRGS), College of
Graduate Studies, University of South
Africa

SISSA - Scuola Internazionale Superiore
di Studi Avanzati, Trieste

Kanazawa University

Humboldt Universitat zu Berlin, Institut
fur Physik und IRIS Aldershof, Theory of
Excitation in low-dimensional materials

Faculty of Physics, University of Warsaw

Department of Condensed Matter -
Research and Applications Management -
National Atomic Energy Commission

Italy

Germany

Romania

Ethiopia

United Kingdom

Japan

United Kingdom

Spain

France

Slovenia

Spain

South Africa

Italy

Japan

Germany

Poland

Argentina



Kahle Leonid

Karsai Ferenc

Kashyap Arti

Khabibrakhmanov Almaz

Kiptiemoi Kiprono Korir

Kopac Drejc

Kopac Lautar Anja

Kumar Sandeep

Kunc Karel

Kundu Sudipta

Laporte Sara

Larhlimi Rabii

Lee Chi-cheng

Leon Valido Dario Alejandro

Lisenkov Sergey

Liu Peitao

Loncaric Ivor

Theory and Simulation Laboratory
(THEOS), Ecole Polytechnique Federal
de Lausanne (EPFL)

University of Vienna

School of Basic Sciences, Indian Institute
of Technology, Mandi

Moscow Institute of Physics and
Technology (MIPT), Department of
Molecular and Chemical Physics

Moi University, Department of Physics

National institute of Chemistry,
Department of Catalysis and Chemical
Reaction Engineering

University of Ljubljana, Faculty of
Mathematics and Physics, Physics

Indian Institute of Technology Ropar
Punjab

Sorbonne Universite - IMPMC Institute
of Mineralogy and Physics of Condensed
Matter

Centre for Condensed Matter Theory,
Indian Institute of Science

Condensed Matter department at SISSA

Therotical chemistry group, IC2MP,
Universite de Poitiers/CNRS

Institute for Solid State Physics, The
University of Tokyo

Universita degli studi di Modena e
Reggio Emilia, Dipartimento di Scienze
Fisiche, Informatiche e Matematiche, &
CNR NANO

Department of Physics, University of
South Florida,

University of Vienna, Faculty of Physics
and Center for Computational Materials
Science

Rudjer Boskovic Institute, Division of
Theoretical Physics

Switzerland

Austria

India

Russian Federation

Kenya

Slovenia

Slovenia

India

France

India

Italy

France

Japan

Italy

United States of America

Austria

Croatia



Maleki Shahrivar Iraj

Malica Cristiano

Mammino Liliana

Marcheselli Jacopo

Marmodoro Alberto

Marrazzo Antimo

Materzanini Giuliana

Mekonnen Yedilfana Setarge

Menescardi Francesca

Metlo Sundas

Milosavljevic Dijana

Mitsuaki Kawamura

Mohamed Fatema Yahya

Monacelli Lorenzo

Mostofi Arash Abolhassan

Department of Physics, University of
Tehran

SISSA Condensed Matter Theory

University of Venda, Department of
Chemistry, School of Mathematical and
Natural Sciences

SISSA, International School for
Advanced Studies, Trieste, Theory and
computation of Condensed Matter group.

Ludwig-Maximilians Universitat
Department of Chemistry

Theory and Simulation of Materials
(THEOS), Ecole Polytechnique Federale
de Lausanne, CH-1015 Lausanne

Ecole Polytechnique Federale de
Lausanne Theory and Simulation of
Materials

Addis Ababa University, College of
Natural and Computational Sciences
Center for Environmental Science and
Department of Chemistry

Universita degli studi di Milano,
Chemistry Department

Telecommunication Department, Quaid-
e-awam University of Engineering
Science and Technolog, Nawabshah,
Sindh, Pakistan

Max Planck Institute for Chemical
Physics of Solids Department: Physics of
Quantum Materials

Institute for Solid State Physics

University of Trieste

The University of Rome, "Sapienza",
Faculty Scienze MM FF NN,
Departimento di Fisica

Imperial College London, Department of
Materials

Islamic Republic of Iran

Italy

South Africa

Italy

Germany

Switzerland

Switzerland

Ethiopia

Italy

Pakistan

Germany

Japan

Italy

Italy

United Kingdom



Muchiri Perpetua Wanjiru

Musari Abolore Adebayo

Naden Robinson Victor Lawrence
Alexander

Nadimi Ebrahim

Nakano Kosuke

Nakata Ayako

Ordejon Rontome Pablo Jesus

Ozaki Taisuke

Pegolo Paolo

Pereira Cardoso Claudia Maria

Pezo Lopez Armando Arquimedes

Piccinin Simone

Ponet Louis Maurice

Prentice Joseph Charles Alfred

Pulci Olivia

Technical University of Kenya, Faculty
of Applied Sciences and technology,
School of Physical Sciences and
Technology

Physics and Electronics Unit,
Department of Science Laboratory
Technology, Moshood Abiola
Polytechnic, Abeokuta, Nigeria

The University of Edinburgh, School of
Physics and Astronomy, Centre for
Science at Extreme Conditions (CSEC)

K. N. Toosi University of Technology

International School for Advanced
Studies (SISSA)

First-principles Simulation Group, Nano-
Theory Field, International Center for
Materials Nanoarchitectonics (MANA),
National Institute for Materials Science

Catalan Institute of Nanoscience and
Nanotechnology - ICN2

Center of Computational Materials
Science (CCMS), Institute for Solid State
Physics (ISSP), The University of Tokyo

Scuola Internazionale Superiore di Studi
Avanzati

International Iberian Nanotechnology
Laboratory

Universitat Autonoma de Barcelona-
Catalan Institute of Nanoscience and
Nanotechnology (ICN2), Theoretical and
Computational Nanoscience

CNR IOM

Scuola Normale di Pisa, Department of
Nanosciences. Istituto Italiano di
Tecnologia, group of Prof. Sergey
Artyukhin.

Department of Materials and Department
of Physics, Imperial College London

Dept. of Physics University of Rome Tor
Vergata

Kenya

Nigeria

United Kingdom

Islamic Republic of Iran

Italy

Japan

Spain

Japan

Italy

Portugal

Spain

Italy

Italy

United Kingdom

Italy



Qaisrani Muhammad Nawaz

Rauch Tomas

Re Fiorentin Michele

Rezaei Sani Seyed Mojtaba

Righi Giulia

Rignanese Gian-marco

Risplendi Francesca

Rivano Norma

Rocha Alexandre Reily

Rodin Vadim

Romanova Mariya

Rostami Samare

Royo Valls Miquel

Ruini Alice

Safari Mandana

Condensed Matter Theory Sector,,
International School of Advanced
Studies , SISSA ICTP

Institu fur Festkorpertheorie- und Optik,
FSU Jena

Center for Sustainable Future
Technologies, Istituto Italiano di
Tecnologia

School of Nano-Science Institute for

Research in Fundamental Sciences (IPM)

University of Modena and Reggio-
Emilia, Department of Physics,
Informatics and Mathematics

Universite catholique de Louvain
(UCLouvain) Institue of Condensed
Matter and Nanosciences

Politecnico of Turin, Applied Science
and Technology Department

Ecole Polytechnique Federale de
Lausanne

Theory and Simulations of Materials
(THEOS group)

International Center for Theoretical
Physics (Simons Associate)

Sony Europe Limited,
Zweigniederlassung Deutschland
Materials Science Laboratory

Laboratoire Solides Irradies, Ecole
Polytechnique

Institute for Advanced Studies in Basic
Sciences (IASBS)

Institut de Ciencia de Materials de
Barcelona (ICMAB-CSIC)

Universita' di Modena e Reggio Emilia,
Dipartimento FIM Istituto Nanoscienze
CNR NANO S3

SISSA - Scuola Internazionale Superiore

di Studi Avanzati Physics Area
Condensed Matter Theory group

Italy

Germany

Italy

Islamic Republic of Iran

Italy

Belgium

Italy

Switzerland

Italy

Germany

France

Islamic Republic of Iran

Spain

Italy

Iran



Saldanha Do Rosario E Souza Ivo Nuno

Saleh Gabriele

Savazzi Filippo

Schaefer Tobias

Schiaffino Andrea

Sen Arpita

Shah Amit Kumar

Shaidu Yusuf

Simoncelli Michele

Soler Jose Maria

Starykh Elizaveta

Stella Martina

Stengel Massimiliano

Tadano Terumasa

Timrov Iurii

Tisi Davide

Centro de Fisica de Materiales,
Universidad del Pais Vasco

Italian Institute of Technology

DISAT, Politecnico di Torino

Institute for Theoretical Physics, Vienna
University of Technology

Institut de Ciencia de Materials de
Barcelona (ICMAB-CSIC)

Harish Chandra Research Institute,
Physics Department, Homi Bhabha
National Institute, Department Of Atomic
Energy, India.

Central Department Of Physics,
Tribhuvan University

Department of Condensed Matter Theory
Scuola Internazionale Superiore di Studi
Avanzati

Ecole polytechnique federale de
Lausanne, EDMX Materials Science and
Engineering, Theory and Simulations of
Materials

Universidad Autonoma de Madrid, Dep.
To de Fisica Teorica de La Materia
Condensada, Facultad de Ciencias

Moscow Institute of Physics and
Technology, Department of Molecular
and Chemical Physics, Joint Institute for
High Temperatures of the Russian
Academy of Sciences

Imperial College London

Institut de Ciencia de Materials de
Barcelona (ICMAB), C.S.I.C.

National Institute for Materials Science

Ecole Polytechnique Federale de
Lausanne (EPFL) EPFL STI IMX
THEOS

SISSA

Spain

Italy

Italy

Austria

Spain

India

Nepal

Italy

Switzerland

Spain

Russian Federation

United Kingdom

Spain

Japan

Switzerland

Italy



Torrent Marc

Tresca Cesare

Urru Andrea

Vacondio Simone

Valencia Garcia Ana Maria

Vanzini Marco

Varsano Daniele

Vast Nathalie Madeleine Marguerite

Vitale Valerio

Yaya Abu

Yortanli Merve

Zeraati Majid

Commissariat a I'Energie Atomique et
aux Energies Alternatives

Sorbonne Universite, Institut des
NanoSciences de Paris

SISSA

Physics Department, Humboldt-
Universitat zu Berlin

EPFL

CNR, Institute of Nanoscience

Laboratoire des Solides Irradies Ecole
Polytechnique ) CEA/DSM/IRAMIS /
CNRS UMR7643

University of Cambridge, Theory of

Condensed Matter, Cavendish Laboratory

University of Ghana, Legon Department
of Materials Science & Engineering

Institute of Science, Department of
Physics

University of Tehran

France

France

Italy

Italy

Brazil

Switzerland

Italy

France

United Kingdom

Ghana

Turkey

Islamic Republic of Iran



