APPENDIX   2      

List of selected sites  at which QMS is carried out and prominent scientists.(EUROPE and AFRICA). Same order as in Section 3.

Technical Note, April 2011: This survey is not being updated on any regular basis. Certain changes have been made, responding to individual requests.

DENMARK

Danmarks Tekniske Universitet: 

Jens Peder Dahl (emeritus): Wigner representations, phase space properties

Niels Engholm Henriksen: scattering and reaction dynamics

Jens Kehlet Nørskov: Catalysis, surfaces, density functional developments

Københavns Universitet:

John Avery (emeritus): Sturmian methods, hyperspherical harmonincs

Solveig Jørgensen: Reaction dynamics, particularly atmosheric processes

Kurt V. Mikkelsen: Reaction dynamics, solvent problems

Sten Rettrup: Spin problems, two-photon processes

Stephan P. A. Sauer: Response features, NMR, vibrational features

Roskilde Universitet:

Jens Spanget-Larsen: Applied molecular orbital theory, spectroscopy MCD, LCD

Erik W. Thulstrup (emeritus): Spectroscopic methods with applied electronic theory

Syddansk Universitet (University of Southern Denmark):

Hans Jørgen Aa. Jensen: Electronic response features, relativistic formulations

Århus Universitet:

Lundbeck Center for Theoretical Chemistry

Director : Poul Jørgensen, co-directors: Jeppe Olsen and Ove Christiansen

Other faculty: Frank Jensen, Jan Linderberg (emeritus), 9 visitors or post-doctoral fellows, 8 graduate students: Electronic structure theory, coupled cluster, linear response, DFT, vibronic couplings and more.

Biomodelling:

Birgit Schiøtt with 10 associates: Force fields, applications to protein dynamics, enzymatics and drug design

FINLAND    
Abo Akademi, Turku:

Matti Hotokka. (Complexation, spectroscopy)

University of Helsinki:

Theoretical Chemistry

Pekka Pyykkö (Relativistic effects, new inorganic species, chemical bonding) (Emeritus since November 2009)
Dage Sundholm (Nanosystems and quantum dots, aromaticity and magnetic currents, numerical methods).

Physical Chemistry

Lauri Halonen (Precision spectroscopy, vibrational problems, surface-molecule interactions).

Juha T. Vaara (Theory of magnetic resonance parameters, modelling of biomolecules).






Markku Räsänen (Noble-gas chemistry)

Physics



Kai Nordlund (Simulation of materials)

All these groups at the University of Helsinki belong to  CMS (Finnish Center of Excellence in Computational Molecular Science, 2006-2011)

University of Joensuu:

Tapani Pakkanen (Inorganic and organometallic applications).

University of Jyväskylä:

Hannu Häkkinen (Nanoscience applications).

Jan Lundell (Noble-gas chemistry, molecular interactions).

University of Oulu:

Kari Laasonen (Car-Parrinello methods, inorganic industrial problems).

Tampere University of Technology:
Tapio Rantala (solid-state physics).

Helsinki University of Technology:

Material Science



Risto M. Nieminen 

NORWAY

Department of Chemistry, University of Bergen

Prof. Knut Børve (electronspectroscopy, catalysis)

Ass. Prof. Vidar Remi Jensen (homogeneous catalysis)

1 master student, 7 phd students, 1 post‐doc .

Department of Chemistry, University of Oslo

Prof. Knut Fægri (relativity, currently acts as the Dean of Science)

Prof. Trygve Helgaker (molecular properties, correlation, large systems)

An associated professor to be appointed by the end of 2008

1 master student, 4 phd students, 4 post docs, one 4‐year researcher

Department of Chemistry, University of Trondheim

Prof. Per‐Olof, Åstrand (force field methods, molecular modeling)

Prof. Henrik Koch (coupled‐cluster methods, electron correlation)

5 phd students

Department of Chemistry, University of Tromsø,

Prof. Kenneth Ruud (molecular properties, solvation, multiwavelets)

Ass. Prof. Luca Frediani (solvation, multiwavelets, interfaces)

1 master, 4‐phd students, 8 post docs, one 4‐year reseracher

Department of Physics and Technology, University of Troms,

Prof. Inge Røeggen (electron correlation, chemical bonding)

No students

The theory groups in Oslo and Tromsø share a Center of Excellence “Centre for

Theoreticaln and Computational Chemistry” (CTCC), financed by the Research

Council in Norway. The CTCC involves, in addition to the participation of K. Ruud

(director), T. Helgaker (codirector), K. Fægri, L. Frediani and I. Røeggen five

other researchers (experimentalists with heavy use of quantum chemistry). It

has been financed for 5 years beginning from 1/7 2007, with a probable

extension for another five years until 2017. Apart from the senior researchers

mentioned above are a total 9 Phd students, 10 post docs and three researchers

associated with the CTCC. All in all, the financial situation is very good for people

connected with the CTCC; much less satisfactory for other quantum chemists.

SWEDEN

Quantum chemistry at Swedish Universities: This survey will cover the most important groups in the country; the list gives the different sites with the staff and students.

1. Lund University, the Department of Theoretical Chemistry.

Professors:

Gunnar Karlström      (intermolecular forces, solvation ,etc)

Roland Lindh          (quantum chemical methodology, photochemistry)

Per-Åke Malmqvist     (quantum chemical methodology)

Ulf Ryde              (enzyomatic reaction mechanisms)

Björn Roos (emeritus) (quantum chemical methodology, TM and heavy elements)

Research engineers (MOLCAS):   Valera Veryazov and Per-Olof Widmark (50%).

Postdocs: 3, students: 5.

2. Stockholm University (three groups):

a) 

Professors:

Per Siegbahn and Margareta Blomberg (reaction mechansims in biochemistry)

Postdocs: 2, students 5

b) 

Professor: 

Ulf Wahlgren        (actinide chemistry)

c)

Professor:

Lars Petterson      (solvation and surface chemistry)

Michael Odelius     (solvation and surface chemistry)

Students 4

3. Uppsala University

Department of Quantum Chemistry 

Professor:

Sten Lunell (radical chemistry, surface chemistry, photochemistry)

Piotr Froelich (quantum chemistry involving antimatter)

Assoc. Professors:

Nessima Salhi-Benachenhou (radical chemistry) 

Hans Karlsson (photochemistry, dynamics) 

Students 2

Department of Materials Chemistry

Prof. Kersti Hermansson (surface and solution chemistry, catalysis, both QM and MD)

Group of 7 - 8 persons

Prof. Karin Larsson (surface chemistry, adsorption, mainly DFT methods),  smaller group

Department of Biochemistry and Organic Chemistry

Assoc. prof. Henrik Ottosson (theoretical organic chemistry, molecular electronics)  2 - 3 persons

4. The Royal Institute of Technology in Stockholm

Professors:

Hans Ågren          (quantum chemical methodology, Photonics) 

Yi Luo Prof.        (quantum chemical methodology, Electronics)   

Faris Gelmukhanov   (quantum Dynamics, Wave mechnics, X-ray and Laser Science)

Associate professors:

Olav Vahtras        (Spin systems, Magnetic Resnoance parameters)

Pawel Salek         (Linear Scaling Technology)

Assistant professors: 

Fahmi Himo          (Catalysis) 

Zilvinas Rinkevicius(Spin systems, Magnetic Resonoance)

Håkan Hugosson      (QMMM) 

Researchers:

Ying Fu             (Nanoparticles, semi-conductors) 

Yaoquan Tu          (QMMM, Coarse Grain)

Guest professors: 

Kersti Hermansson   (Quantum Chemistry, solution chemistry)

Boris Minaev        (Spin Problems)

Postdocs: 4,  students 39

5. Chalmers University of Technology, Göteborg, Sweden   

Professors:

Sven Larsson (electron transfer, superconductivity)

Itai Panas (quantum chemistry studies in inorganic chemistry) 

Jürgen Gräfenstein (density functional field) 

Postdocs 2, students 4

6. Linköping University

Associate Professor

Lars Ojamäe (molecular interactions and photochemistry at surfaces)

Postdocs 2, students 1.

7. Örebro University

Professors:

Leif Eriksson    (computational drug design)

Lecturers 2, postdocs 2, students 4.

According to this summary there are 21 full professors in QMC in Sweden distributed over 7 universities. The total number of PhD students is difficult to estimate but should be in the range 50-70.

ESTONIA

Tallin University of Technology, Tallinn     Toomas Tamm  (solvation effects, equilibria in 

                                                                         Condensed pases)

University of Tartu    

       Chemical Physics                                     Peeter Burk (Gas-phase ion energetics)

                                                                         Mati Karelson (QSAR, solvent effects), also at TUT

                                                                         Uko Maran  (QSAR)                                                                                                                        

CZECH  REPUBLIC 

JH = Heyrovsky Institute, Academy of Sciences of the Czech Republic 

IOCB = Institute of Organic Chemistry and Biochemistry, Academy of Sciences of the Czech Republic 

DCP = Department of Chemical Physics at Charles University

Prominent scientists

Jiří Pittner (JH, 1968),. head of the Department of Theoretical Chemistry. He was a student and postdoc of Vlasta Bonaćić-Koutecký. Joined JH in 1997. Work on multireference coupled clusters. 

Professor Rudolf Zahradník (JH, 1928) retired but still active at JH. 

Professor Petr Čársky (JH, 1942), director of JH  2001-2007. Development of the scattering theory for vibrational excitation of molecules by electron impact.

Roman Čurík (JH, 1974),  student and collaborator of  Petr Čársky. Scattering theory.

Štĕpán Sklenák (JH, 1967) newcomer to JH. Application of  quantum chemical methods to catalytic processes on zeolites.

Zdenĕk Havlas (IOCB, 1951), director of the IOCB. His group applies  quantum theory to reactive intermediates and to problems in photophysics related to solar energy conversion. 

Professor Pavel Hobza (IOCB, 1946). Applications of quantum chemical tools to the evaluation and explanation of  intermolecular interactions in DNA and other species of biochemical interest. 

Pavel Jungwirth (IOCB, 1966).  Quantum molecular dynamics for  large molecular systems. 

Petr Bouř  (IOCB, 1965). Applications of ab initio calculations to chiral spectroscopy, such as molecular rotatory dispersion and circular dichroism in the vibrational and electronic regions.

Professor Luboš Skála (DCP, 1947). Fundamental computational problems of quantum theory, such as analytical solution of the Schrödinger equation for model systems and properties of high orders of perturbation theory.   

SLOVAKIA

Sites at which QMS is represented:

Comenius University (CU) in Bratislava
Faculty of Natural Sciences, Department of Physical and Theoretical Chemistry (CU-PTCH) Faculty of Mathematics and Physics, Department of Chemical Physics (CU-CHP)

Dept Pharmaceutical Chemistry: Prof. M. Remko (drug design research and solvent effects) 

Slovak Technical University (STU) in Bratislava
Faculty of Chemical and Food Technology, Institute of Physical Chemistry and Chemical Physics (STU-PCCP) in Bratislava and Faculty of Materials Science and Technology in Trnava.
Slovak Academy of Sciences (SAS) in Bratislava
Institute of Inorganic Chemistry (SAS-IIC)

Institute of Chemistry  (SAS-IC)

Institute of Physics (SAS-IP).  

Constantine Philosopher University in Nitra: Prof. O. Kysel (quantum chemistry of radical reactions in polymers).
Matej Bel University in Banská Bystrica:  Dr. M. Medveď – (calculations of hyperpolarizabilities including vibrational effects).
 Žilina University: Dr. M. Iliaš (relativistic quantum chemistry).

Prominent scientists

Professor Ivan Černušák (CU-PTCH, 1952)  quantum chemistry study of gase – phase chemical reactivity related to the environment and spectroscopic and electric properties of molecules.

Professor Vladimír Kellö (CU-PTCH, 1947) head of the Department of Physical and Theoretical Chemistry at Comenius University since 2007; accurate CC calculations of atomic and molecular electric properties, electron correlation and relativistic effects.

Professor Jozef Noga (CU-PTCH, 1955) graduated and worked at CU with M. Urban. Later on worked at SAS and served as the director of the Institute of Inorganic Chemistry of the SAS (1995-1999). In 2000 he returned to CU. Research: electron correlation problem, particularly Coupled Cluster methods including explicitly correlated CC R12 methods.

Professor Miroslav Urban (CU- PTCH, 1942) the founder of the quantum chemistry group at the Faculty of Natural Sciences. Research: development of new approaches in MBPT and Coupled Cluster methods; extending applicability of CCSD(T) to calculations of properties and interactions of larger molecules. His close collaborator is Assoc. Professor Pavel Neogrády (1968), who participates in theoretical formulations and development of the CC program, a part of MOLCAS.

Professor Ivan Hubač (CU-CHP, 1942), the founder of the quantum chemistry group at the Faculty of Mathematics and Physic. Research: development of new MBPT and Coupled Cluster approaches, particularly  multireference Brillouen-Wigner CC (BW CC) methods; extending applications of CC methods to more general open-shell systems. Members of his group are Assoc. Professors Pavel Mach (1952) and Ján Urban (1952). Along with developments in BW CC methods they do calculations of properties of biomolecules and polymer systems.
Professor Stanislav Biskupič (STU-PCCP, 1949) serves as the director of the STU-PCCP. Development of MBPT and coupled cluster methods, van der Waals interactions including heavy and transition metal elements, quantum chemical studies of radicals (particularly antioxidants).  Members of the PCCP Institute at STU are also Assoc. Professors V. Laurinc (1942), V. Lukeš (1972), and M. Breza (1955). Research: van der Waals interactions, theoretical analysis of polymer chains and their optical properties and DFT calculations of metal complexes.

Professor Roman Boča (STU-Dept. of Inorganic Chemistry, 1950): magnetic properties of inorganic complexes and materials and their electronic structure.

Dr. Vladimír Malkin and Dr. Olga Malkina (SAS-IIC, 1956), both originally coming from Novosibirsk from the group of Prof. Zhidomirov : developments of DFT based methods to calculate parameters of NMR and EPR spectra, including relativistic effects. Both Malkins worked on development of DFT methods with D. Salahub at the University of Montreal.

Professor Ivan Stich ( SAS-IP, 1958) serving now as the director of the SAS Institute of Physics. Research: Structure and properties of condensed matter systems, DFT, Carr-Parrinello and Quantum Monte Carlo computer simulations for the nano-scale and self-assembled monolyers.

Dr. Igor Tvaroška (SAS-IC, 1944) serving now as the director of the SAS Institute of Chemistry since 2004, after few years in the pharmaceutical industry research. Research: conformation analysis of bio-molecules, their properties and functionality, reaction mechanisms of enzymes, and rational drug design.

POLAND 
The list of most active Polish groups: 

	Name
	Institution
	Research Field

	Bartkowiak Wojciech
	Wrocław, Technical University
	Theory of nonlinear optical properties of molecules 

	Barysz Maria
	Toruń 

University
	Relativistic quantum chemistry. Methods development 

	Brocławik Ewa
	Cracow, University
	Applied quantum chemistry. Enzymatic catalysis

	Chałasiński Grzegorz
	Warsaw, University
	Interatomic and intermolecular interactions

	Ciosłowski Jerzy
	Szczecin, University
	Density matrix functional theory

	Dodziuk Helena
	Warsaw,  Academy  Institute
	Modeling of large organic molecules

	Eilmes Andrzej
	Cracow,  University, 
	Modeling of electro-optical properties of organic  materials 

	Jankowski Karol
	Toruń, 

University
	Electron correlation theory. Methods development

	Jaszuński Michał
	Warsaw,  Academy Institute
	Applied quantum chemistry. Magnetic properties of molecules

	Jeziorski Bogumił
	Warsaw, University
	Theory of intermolecular interactions. Coupled cluster theory

	Karwowski Jacek 
	Toruń, 

University
	Relativistic quantum chemistry. Methods development

	Komasa Jacek
	Poznań, University
	Electronic structure theory of small molecules

	Koput Jacek
	Poznań, University
	Applied quantum chemistry. Theoretical spectroscopy

	Korchowiec Jacek 
	Cracow, University
	Linear scaling methods. Organic

reaction mechanisms 

	Kręglewski Marek
	Poznań, University
	Theoretical rovibrational spectroscopy 

	Kucharski Stanisław
	Katowice, University
	Coupled-cluster theory

	Latajka Zdzisław
	Wrocław, University
	Intermolecular interactions.

Theoretical spectroscopy

	Leś Andrzej
	Warsaw, University
	Applied quantum chemistry. Modeling of organic reactions 

	Luty Tadeusz
	Wrocław, Technical University
	Theoretical spectroscopy and dynamics of molecular crystals

	Makarewicz Jan 
	Poznań, University
	Theoretical rovibrational spectroscopy 

	Meissner Leszek
	Toruń, 

University
	Coupled-cluster theory

	Michalak Artur
	Cracow, University
	Molecular modeling of catalytic processes

	Michalska Danuta 
	Wrocław, Technical University
	Applied quantum chemistry.

Theoretical spectroscopy

	Moszyński Robert
	Warsaw, University
	Intermolecular interactions. Cluster spectroscopy and dynamics 

	Nalewajski Roman
	Cracow, University
	Density functional theory. Chemical reactivity

	Pachucki Krzysztof
	Warsaw, University
	Relativistic and QED effects.  Nonadiabatic theory of molecules 

	Paneth Piotr
	Łódź, Technical University
	Kinetics of enzymatic reactions 

	Pernal Katarzyna
	Łódź, Technical University
	Density matrix functional theory

	Petelenz Piotr
	Cracow, University
	Vibronic coupling effects in    condensed phase

	Piela Lucjan
	Warsaw, University
	Applied quantum chemistry 

	Roszak Andrzej
	Wrocław, Technical University
	Applied quantum chemistry.

Theoretical spectroscopy

	Rutkowski Andrzej
	Olsztyn, University
	Relativistic quantum chemistry. Methods development

	Sadlej Andrzej
	Toruń, 

University
	Molecular properties. Relativistic effects in molecules

	Sadlej Joanna
	Warsaw, University
	Applied quantum chemistry. Theoretical spectroscopy

	Piotr Skurski
	Gdańsk, University
	Electronic structure of molecular anions

	Sienkiewicz Józef
	Gdańsk, Technical University
	Atomic collisions and electron scattering theory

	Smentek Lidia
	Toruń, 

University
	Rare-earth ions spectroscopy

	Sobolewski Andrzej
	Warsaw,  Academy   Institute
	Photochemistry. Photophysics

	Sokalski Andrzej
	Wrocław, Technical University
	Intermolecular interactions. Enzymatic catalysis 

	Staszewska Grażyna
	Toruń, 

University
	Chemical reaction dynamics 

	Witko Małgorzata
	Cracow,  Academy Institute
	Theory of heterogeneous catalysis

	Woliński Krzysztof 
	Lublin, University
	Computational method development

for electronic structure theory

	Wolniewicz Lutosław
	Toruń, 

University
	Theoretical spectroscopy of small molecules. Scattering theory


HUNGARY

Site etcQuantum Molecular Sciences

 Status: April 2008. Compiled by:  Geza Fogarasi/Peter Pulay

Site of University/Research Institution, in which QMS is represented

1. Eotvos University, Budapest, Inst. of Chemistry  

GEZA FOGARASI; vibrational spectra, ab initio dynamics; 
PETER SURJAN; electron correlation, many-body problems, electron localization, exchange perturbation theory.

PETER G. SZALAY; electron correlation, methods and computer programs, Coupled-Cluster Theory, Multireference CI methods, gradient theory

ATTILA G. CSASZAR; theoretical molecular spectroscopy, ab initio thermochemistry.
2. Hungarian Academy of Sciences, Chemistry Research Center 

ISTVÁN MAYER; physical nature of the chemical bond, theory of intermolecular interactions.

GYÖRGY LENDVAY; Kinetics and dynamics of elementary reactions

IMRE PÁPAI; transition metal complexes in homogeneous catalysis

3. University of Debrecen, Inst. Theoretical Physics

AGNES NAGY; density functional theory, relativistic quantum mechanics

AGNES VIBOK; occupational number representation in quant. chem., chemical kinetics.
4. Budapest University of Technology and Economics, 

4a) Dept. Theoret. Physics

JANOS PIPEK; density functional theory, wavelets, coherent states.

4b) Dept. Inorganic and Analytical Chemistry

GABOR I. CSONKA; application and development of computational techniques

TAMAS VESZPREMI; organometallic chemistry, photoelectron spectroscopy

5. University of Szeged, Dept. Physical Chemistry

TAMAS KORTVELYESI; protein-ligand interactions, homology modeling.

SLOVENIA

National Institute of Chemistry

The Laboratory for Molecular Modelling and NMR Spectroscopy was recently divided into three laboratories. The newly organised laboratories, their research programmes and projects follow:

Laboratory of Biocomputing and Bioinformatics (Head: Dr. Janez Mavri).
Full time researchers: Dr. Branko Borštnik, Dr. Danilo Pumpernik, Dr. Jernej Stare, Dr. Tomaž Šolmajer, (Four graduate students).

Programme: 

Molecular simulations and bioinformatics     

- Quantum chemical calculations of structural and electronic parameters of molecules and supramolecular systems.

- Studies of dynamics  of formation and decay of intermolecular bonds atom-transfer reactions

- Simulation of proton dynamics and proton transfer reactions in hydrated and                  hydrogen-bonded systems using the methods of classical and quantum molecular simulations

- Studies of structure and catalytic activity of titanosilicalite zeolites

- Study of endogeneous cancerogenesis

- Bioinformatics and study of  biological evolution

- Structure-based drug design approach is used for mechanistic studies of enzyme inhibition and design of novel  bioactive compounds

Projects:

Structure based design of novel inhibitors of DNA gyrase (T. Šolmajer)

Design and Optimization of Zeolite Catalysts by Molecular Modeling Methods (J. Stare)

Laboratory of Biomolecular Structure (Head: Dr. Franc Avbelj ). 
Full time researchers: Dr. Simona Golič Grdadolnik, Dr. Jože Grdadolnik, (Three graduate students). Part time: Dr. Dušan Hadži (Honory Member of the Institute).

Programme:

Protein folding and dynamics of biomolecular systems (F. Avbelj)

- Studies of structure and dynamics of biomolecular systems (proteins, ligands, membranes, and related complexes) using nuclear magnetic resonance, vibrational spectroscopy, and computer simulations (Monte Carlo, molecular dynamics)

- Studies of electrostatic interactions, hydrogen bonds, solvation (electrostatic screening), and hydrophobic interactions in proteins, ligand-receptor and ligand-membrane complexes 

- Studies of energetics and kinetics of the protein folding process 

- Development of algorithms for predicting secondary and three-dimensional structure of proteins (protein folding problem, structural genomics)

- Conformational studies of novel drugs in relation with their biological activity  

- Studies of hydrogen bonding using experimental and theoretical methods

- Development of new methods for conformational studies of molecules by the high-resolution nuclear magnetic resonance spectroscopy.

Laboratory of Molecular Modeling (Head: Dr. Dušanka Janežič) 

Full time researchers: Dr. Urban Borštnik, Dr. Urban Bren, Dr. Milan Hodošček, Dr. Janez Konc, Dr. Franci Merzel,  Dr. Matej Praprotnik, (Four graduate students).

Programme:

Computer simulation of molecular structure and dynamics (Dr.Dušanka Janežič)

Projects:

Computer Algorithms Development for Macromolecular Simulation (Dr. Dušanka Janežič)

Computer simulations and analysis of collective motions of biomolecules (Dr. Franci Merzel)

Development and application of methods for molecular modeling:

-
Symplectic methods for molecular dynamics simulations of macromolecules.

-
Combination of molecular dynamics methods, normal mode vibrational analysis, and quasiharmonic analysis of proteins in solutions for studying protein hydration. 

-
Development and use of QM/MM methods.

-
Development of computationally efficient methods for determining the time-dependent electronic structure of molecules based on the Kohn-Sham formulation of the density functional theory.

-
Development and application of quantum chemical and classical approaches for calculating reaction mechanisms, especially calculating the ionic reactions of isocyanides.

-
Development of new and effective network topologies for connecting personal computers into computational clusters.

AUSTRIA  

Listed are Professors in permanent positions 

FP: full professor 

AP: associate professor 

University of Vienna: 

                                                P. Schuster (FP,retired)        Theoretical Biochemistry 

                                                H. Lischka (FP,retired)         Multireference Methods and dynamics

                                               O. Steinhauser (FP)                MD of proteins 

                                               St. Boresch (AP)                    MD of proteins 

                                               W. Jakubetz (AP)                   Quantum dynamics 

                                                A. Karpfen (AP)                    Quantum Chemistry of hydrogen bonds 

                                                P. Wolschann (AP)                Quant. Chem. Applications in 

                                                                                               pharmaceutical Chemistry 

                                              Th. Hofmann-Ostenhof (AP)   Mathematical Physics 

                                                I. Hofacker (AP)                    Theoretical Biochemistry 

                                               Ch. Flamm (AP)                     Theoretical Biochemistry 

                                               J. Hafner (FP)                         Comp. Material Science 

                                              G. Kresse (FP)                         Comp. Material Science 

                                              R. Podloucky (AP)                  Comp. Material Science 

                                              P. Herzig (AP)                         Comp. Material Science 

                                              G. Zifferer (AP)                       Polymer Modeling 

Technical University Vienna 

                                                J. Redinger (AP)                     Comp. Material Science 

                                                P. Mohn (AP)                          Comp. Material Science 

                                                P. Blaha (AP)                          Comp. Material Science 

University of Innsbruck 

                                                B.M.Rode (FP)                       Solvation of transition metals 

                                                                                                ab initio dynamics 

                                                K. Liedl (AP)                          Drug Chemistry 

                                                M. Probst (AP)                       Ion Physics 

University of Graz 

                                                 A. Sax (AP)                           Silicon Chemistry 

Technical University of Graz 

                                                M. Ramek (AP)                      Oligopeptides
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THE NETHERLANDS

AMSTERDAM, Free University

Prof. Dr. Evert Jan (E.J.) Baerends

Prof. Dr. Matthias (F.M.) Bickelhaupt

Prof. Dr. Luuk (L.) Visscher
The TC group develops molecular electronic structure theory and devises quantum chemical methods for the calculation of the electronic structure and the properties following from it. Research focuses on physical models, numerical methods and computer implementations. Density functional theory and methods are a central theme, as well as ab initio and DFT methods for the simultaneous treatment of relativistic effects and electron correlation. A third point of focus is the conceptual development of chemistry in particular the development of models that enable a qualitative understanding, based on accurate calculations, of chemical reactivity and, thus, a more rational tuning of elementary chemical processes.
Actual electronic structure investigations ("applications") are carried out to understand and predict phenomena in a variety of chemical subdisciplines. Issues in chemical bonding, structure and reactivity are addressed: metal-ligand and metal-metal bonding in organometallic chemistry including studies in photochemistry; elementary chemical reactions; rational, fragment-oriented design of catalysts; hydrogen bonding in DNA, molecular recognition in general and nanoswitches; ab initio molecular dynamics (Car-Parrinello) for solvent effects in reactions. Methods are developed and applied for relativistic effects, which are needed in the study of heavy element chemistry and spectroscopy. Reactivity at and scattering from crystal surfaces is studied with a combination of electronic structure calculations (for the potential energy surfaces) and (quantum) dynamics for the nuclear motions (heterogeneous catalysis). Time-dependent DFT calculations of response properties afford detailed study of electronic absorption spectra and nonlinear optical properties of large molecules such as substituted and dimeric porphyrines and phthalocyanines.
GRONINGEN

Prof. Dr. Michael Filatov

Prof. dr. Ria Broer
The research within the Theoretical Chemistry group focuses on three research lines. Time-dependent phenomena in molecules and solids within linear response and beyond are studied in two subgroups using nonequilibrium Green function theory and time-dependent density-functional theory. Another subgroup studies localized excitations in extended systems using cluster models and quantum chemical wave function methods. A third subgroup focuses on quantum chemical methods to describe relativistic effects in molecules and aims to describe strongly correlated systems using density-functional theory.
Topics:

· Strongly correlated electron systems within the framework of density functional theory

· Relativistic effects on molecular properties using quantum chemical schemes including a high-level treatment of electron correlation

· Localized electronic states in extended systems

· Nonequilibrium Green Functions

· Time Dependent Density Functional Theory

UNIVERSITY OF AMSTERDAM
COMPUTATIONAL PHYSICS AND CHEMISTRY

Department of Chemical Engineering

Prof.Dr. Berend Smit

Dr. Evert-Jan Meijer

The research in the Computational Physics and Chemistry group focuses on the development and application of molecular simulation methodology to obtain a better understanding of the behavior of materials that are of technological and scientific importance. In close collaboration with experimental groups we use computer simulation to observe and investigate the materials on a molecular scale. The scope of the research can be divided in several subtopics:

· Adsorption and diffusion of hydrocarbons in zeolites.

Experimentally it is virtually impossible to investigate the individual  behavior of molecules such as alkanes adsorbed in the pores of a  zeolite. By molecular simulations we observe the behavior of the alkanes  in the pores directly, leading to predictions of adsorption and  diffusion properties. 

· Temperature and solvent effects on chemical reactions.

The study of the effect of temperature and environment on a chemical reaction by molecular simulations requires an accurate calculation of the electronic structure (chemical bonding) during the full reaction path. This is efficiently achieved by the Car-Parrinello technique that combines conventional Molecular Dynamics techniques with accurate  Density Functional calculations of the chemical bonding. Using this technique we study proton transfer reactions and catalysis by metal  complexes.

· Simulation of rare events in complex systems
Rare events like crystal nucleation nucleation, conformational  transitions in proteins are very hard to study by straightforward  molecular simulation techniques. The development of Transition Path  Sampling techniques enables the calculation of rate constants and gives  insight in the reaction mechanisms of these complex systems. 

· Simulation of PYP

Photoactive Yellow Protein (PYP) is a blue-light signaling protein first  identified in Halorhodospira halophila. We study the several stages of  the photo-cycle occurring in the Photoactive Yellow Protein (PYP) by  means of different computer simulation techniques: with ab-initio Car  Parinello molecular dynamics simulation method for the quantum  mechanical processes, classical molecular dynamics in combination with  rare event techniques to study the long time scale events.

LEIDEN

Prof.dr. Geert-Jan Kroes

Dr. Johannes Neugebauer

Prof. Dr. Marc van Hemert (retired, still active)

The main goal of the THEOR CHEM group is to achieve the ability to predict the outcome of chemical reactions involving hydrogen from first principles. This goal is important in almost all fields of chemistry and in many fields of physics. In the group, Geert-Jan Kroes has received a PIONIER-grant to study production and storage of hydrogen, as a clean fuel. Collaborating with members of the team of Jan van Ruitenbeek, in a paper which appeared in Nature, Marc van Hemert carried out calculations showing that molecular hydrogen can act as a junction which keeps the conduction going in a platinum atomic wire which is being pulled apart. In Leiden, the group has close collaborations with the astrochemistry group of Ewine van Dishoeck, and the surface science group of Mark Koper, Aart Kleyn and Ludo Juurlink. 

Other research topics include the quantum dynamics of dissociative chemisorption of H2 and CH4 on metal surfaces, the sticking of molecules to ice surfaces, reactions on ice surfaces which are relevant to atmospheric chemistry and interstellar chemistry, exotic gas phase reactions of hydrogen containing molecules important to astrochemistry, such as radiative association and dissociative recombination, the photodissociation of XH2 molecules, the four atom reaction of OH with CO, the quantum chemistry of large molecules.
UTRECHT

Dr. Joop van Lenthe

Dr. Paul Ruttink (retires 2007)

Formerly (no successor): Prof.dr. Frans van Duijneveldt 

Quantum chemical calculations of the electronic structure of molecules and molecular complexes are used to determine heats of formation geometries, potential energy surfaces and various molecular properties. New methods and computer-codes are developed. Main application areas are radical cations, (metal) organic chemistry and catalysis.

NIJMEGEN

Prof.dr. Ad van der Avoird (retired April 2008)

Dr. Gerrit C. Groenenboom
· Intermolecular force fields

Intermolecular potential surfaces or, as they are often called, noncovalent force fields, determine many properties of matter. They include both weak Van der Waals forces and hydrogen bonding, which lead to the formation of supramolecular systems and play an important role in most biological processes. A longstanding activity of the Theoretical Chemistry group is the ab initio calculation of intermolecular potentials by quantum mechanical methods for a series of well-chosen model systems, also studied experimentally. The methods used are either based on symmetry-adapted perturbation theory (SAPT, for closed-shell systems) or on supermolecular coupled-cluster methods (for both open- and closed-shell systems).

· Dynamics of molecular clusters and collisional processes

The intra- and intermolecular energy transfer and relaxation processes that occur in molecular aggregates when they are excited or when the molecules collide are very interesting. State-to-state studies by molecular beam techniques and laser spectroscopy provide detailed information on these processes, but theory is needed to understand what happens and to relate the observed properties to the underlying intermolecular force fields. The Theoretical Chemistry group performs quantum dynamics calculations for bound states and photodissociation of Van der Waals and hydrogen bonded clusters, as well as for (in)elastic molecular scattering. At the same time, since intermolecular forces cannot be directly measured, it is very useful that the comparison of the results of dynamics calculations with experimental data provides a critical test of the intermolecular potentials. Also aggregates containing (unstable) radicals or electronically excited species are being investigated.

· State-to-state chemical reactions; theoretical approach.

·  Experimentally, chemical reactions can be studied at the state-to-state level in molecular beams. To guide and interpret such experiments theoretical studies are indispensable. We have been working on the development and application of time-independent and time-dependent quantummechanical methods and also on semiclassical and quasiclassical methods. Particularly the quantummechanical methods are very compute-intensive, but also semiclassical calculations become more and more demanding if the number of coordinates treated quantummechanically increases. Standard program packages are not available and software development is an important part of the work. Recently, our research has focussed on (in)elastic and reactive collisions of ultracold molecules and radicals, which can be extremely well controlled with the use of electric and magnetic fields. 

TECHNICAL UNIVERSITY EINDHOVEN

Dr. Tonek (A.P.J.) Jansen

Prof.Dr. R. van Santen

The Theoretical Chemistry Group is part of the Laboratory of Inorganic Chemistry and Catalysis (SKA), and the Schuit Institute of Catalysis. The group is involved in computational studies of (mainly) heterogeneous catalysis. We are mainly interested in transition metal catalysts and zeolites, but other systems are studied occasionally as well.

Most Ph.D. students and postdocs in the Theory Group are doing electronic structure calculations: in particular, Density Functional Theory (DFT) calculations of cluster models and periodic DFT calculations. Dynamic Monte Carlo (DMC) simulations of the kinetics of catalytic processes is a newer research topic with an increasing number of people participating. Molecular and Vibrational Dynamics is the third area in terms of number of people involved.

TECHNICAL UNIVERSITY DELFT
COMPUTATIONAL PHYSICS

Prof. Dr. Simon de Leeuw

My research interest include algorithm development for large scale parallel simulations of complex liquid and solid systems and multiscale algorithms for simulation of dynamic behaviour of solids and liquids. Structural and dynamic behaviour of complex liquids, polymeric systems and glasses.       

TECHNICAL UNIVERSITY TWENTE
COMPUTATIONAL MATERIALS SCIENCE

Prof.dr. Paul Kelly

Dr. Geert Brocks

The theoretical research of the CMS group focuses on understanding the magnetic, optical, electrical and mechanical properties of condensed matter and the relationship of the physical properties to the chemical composition. Current research topics include:

· Electronic structure theory

· The metal-insulator transition in 'switchable mirror' materials 

· Giant MagnetoResistance (GMR) in magnetic multilayers 

· Electronic structure and optical properties of conjugated polymers

· Growth processes on semiconductor surfaces

COMPUTATIONAL BIOPHYSICS

Dr. Wim Briels

Our research focuses on the relation between the constitution of various matters and their rheological properties. Studies are performed using simulation methods, ranging from molecular dynamics simulation, Monte Carlo simulations, dissipative particle dynamics etc. We study rheological properties per se, as well as processes whose dynamics are fully determined by the rheological properties of the system. 

BELGIUM

Antwerp (Van Alsenoy)

Large systems, organic semiconductors, organic molecules in the crystal phase, oligomers for

electronic and optical devices, chalcogen-nitrogen compounds.

Brussels (Godefroid, Liévin, Vaeck)

Atomic spectroscopy (electron affinities, lifetimes, hyperfine structures, isotope shifts).

Dynamics of excited electronic and vibrational states.

Role played by electron correlation, relativistic effects, vibrational anharmonicity, vibronic

coupling, intra-molecular interactions in spectroscopy and chemical reactivity.

Brussels (Geerlings)

Density Functional Theory : hard and soft acids and bases, spin-polarized DFT, zeolite

catalysis, redox potentials, nanotechnology and nanotubes.

Organic chemistry : Woodward-Hoffman rules,

Biochemistry : redox properties of enzymes.Molecular chirality.

Gent (Waroquier, Van Neck, Van Speybroeck)

Green’s functions.

Reactions in solvent.

Heterogeneous catalysis in microporous materials.

Electron magnetic resonance.

Force field calculations on supramolecular systems.

Liège (Remacle)

Electronic, structural, dynamical, optical and transport properties of nanostructures and

quantum dots. Dynamical control of excited states, ultrafast electronic dynamics, nanowires tethered between metallic electrodes.

Molecular logic machines using controlled intra- and inter- molecular dynamics.

Liège (Dive)

Quantum biochemistry, drug design, enzymatic reactivity;Stationary and bifurcation points.

Conformational flexibility in biological complexes.Electronic transfer in peptide cations.

Louvain (Peeters)

Molecular interactions, supramolecular chemistry, molecular reorganization along a chemical

reaction.

Mons (Lazzaroni)

Surfaces and interfaces; Supramolecular organisation in the condensed phase;

Charge and excitation transport; Charge generation and recombination processes

Namur (André)

Structural, electric, optical, and magnetic properties of molecules, solids, and polymers.

Electrical conductivity; Non-linear optical properties; Non-equilibrium processes

FRANCE

List of senior and junior permanent persons (Universities, CNRS, CEA, Industry) with activity in Academic type research in Theoretical chemistry.

Bordeaux 1

Institut des Sciences Moléculaires

Laurent Bonnet 
Studies of reactive collisions by classical and statistical approaches

Philippe Bopp

Cédric Crespos
Classical and Quantum dynamic methods

Laurent Ducasse
Electronic Structures of solids and agregats

Alain Frisch 
Electronic Structures of solids and agregats, electronic and vibrational properties of molecules, nonlinear optic

Philippe Halvick 
Dynamic Studies of reactive collisions

Pascal Larregaray
Dynamic Studies of reactive collisions

Laure Lespade
Vibrational properties of molecules

Daniel Liotard
Symmetry properties of electronic surfaces, fitting of surfaces for dynamic studies

Jean-Claude Rayez
Dynamics and Statistical studies of reactive collisions

Jean-Christophe Soetens
Classical Dynamics and Statistical studies

Thierry Stoecklin 
Dynamic Studies of reactive collisions

 Caen 

CRISMAT

Marie-Bernadette Lepetit
Highly correlated systems, Wave based methods, Effective Hamiltonians

Clermont-Ferrand

Alberto Pimpinelli
Simulation of atomic and molecular adsorption and diffusion on metals. 
Philip Hoggan                         Ab initio Slater code. Molecular electronic and magnetic properties. Quantum Monte Carlo code.
Dunkerque

Boris Zhilinskii
Quantum excited systems, Quantum-classical correspondance, Efective Hamiltonian

Dimitri Sadovskii
Hamiltonian dynamical systems with symmetry properties.

Evry 

Marie-Pierre Gaigeot 
Molecular and quantum dynamics, TD- TDDT of molecules in gas phase and in solution 

Richard Spezia
Quantum and CPMD studies of molecules and biomolecules.

Grenoble

Université Joseph Fourier

Mark Casida


Development in DFT methodology

Anne Milet
Quantum and CPMD studies of reactivity for inorganic systems

Centre de Recherche du CEA


Pascale Maldivi

Electronic structures of actinides complexes

Lille

Jean-Francois Paul
DFT studies of catalytic process

Brigitte Pouilly
Quantum mechanical studies of reactive processes

Valérie Valet
Relativistic effects,  actinides complexes

Lyon

Institut de Chimie de Lyon

Université Claude Bernard

Henri Chermette  

Developments and applications of DFT 

 

ENS-Lyon

Marie-Laure Bocquet
Molecules on Surfaces and catalysis with periodic methods

Sergei Bortsch 
Magnetic species with DFT studies

Francoise Delbecq 
Molecules on Surfaces and catalysis with DFT molecular and periodic methods

Paul Fleurat-Lessard 
Electronic structures of molecules with mostly wave based methods

Boris Leguenic 
Electronic structures of inorganic molecules Magnetic species

David Loffreda 
Molecules on Surfaces and catalysis with DFT molecular and periodic methods

Vincent Robert 
Electronic structures of inorganic molecules, magnetic species 

Philippe Sautet 
Molecules on surfaces and Catalysis via quantum methods (periodic, quantum dynamic and statistic approaches)

Wei Dong 
Molecules on Surfaces with statistical approaches

Institut Français du Petrole 

Hervé Toulhoat 
Condensed matter via quantum and classical dynamic approaches

Marne la Vallée

Gilberte Chambaud 
Electronic structures of small molecules related to dynamic properties and spectroscopy

Celine Leonard
Global potential energy surfaces for ground and excited electronic states of molecules

Marius Lewerenz  

Dynamic studies and molecular interactions

Majdi Hochlaf 
Electronic structures of small molecules related to dynamic properties and spectroscopy

Pavel Rosmus 
Electronic structures of small molecules related to dynamic properties and spectroscopy

Marseille

Alain Allouche 

Quantum dynamics for molecules on surfaces

G.-H Jeung  


Quantum studies of molecules

Pascal Boulet 
Monte-Carlo and CPMD studies of molecules on surfaces

Nicolas Ferré 
QM/MM development and application to molecules 

Yves Ferro 


Quantum dynamics for molecules on surfaces

Stephane Humbel 

VB Analysis of molecules and reactivity

Sabine Morisset

Quantum dynamics for molecules on surfaces

Montpellier 

Institut Charles Gerhardt

Dorothée Berthomieu
Reactivity of molecules in porous materials and zeolithes.

Eric Clot 
Reactivity of transition metal containing molecules with DFT and QM/MM methods

Benoit Coasne
Statistical methods of materials

Marie-Liesse Doublet
Quantum studies of materials, Periodic methods, Lithium batteries

Odile Eisenstein
Reactivity of transition metal containing molecules with DFT and QM/MM methods

Fabien Gatti
IR spectroscopy and intramolecular energy redistribution, MCTDH method, quantum mechanical operators in curvilinear coordinates

Annick Goursot
DFT methods, Multi scale methods of biological systems

Jean-Sebastien Filhol
Quantum studies of electrochemical properties of molecules on surface

Christophe Iung
IR spectroscopy and intramolecular energy redistribution

Claude Leforestier
Quantum Dynamic methods, water dimmer

Frédéric Lemoigno
Quantum studies of materials

Guillaume Maurin
Statistical methods of materials

Tzonka Mineva
DFT methods for catalysis and biomolecular systems

Gérard Parlant
Quantum dynamics with Bohmian trajectories

Christophe Raynaud
Quantum and CPMD studies of inorganic systems. Wave function based methods

Institut of Physics

Dabhia Talbi
Molecules of astrochemical and astrophysical interest

Nancy

Janos Angyan
DFT studies of materials, Development of short and long range interaction in DFT

Xavier Assfeld
Quantum and Statistical approach of molecules and biomolecules, enzymatic reactions

Christophe Chipot
Dynamic of Molecules of biological interest

Manuel Ruiz Lopez
Methods QM/MM, Methodology of solvation

Bernard Maigret 
Dynamic studies of biological molecules

Jean-Louis Rivail
Methods QM/MM, Methodology of solvation 

Nantes

Institut des Materiaux de Nantes 

Florent Boucher
Modelisation of structures and electronic properties of materials (DFT, LDA + U)

Pascal Gressier
Modelisation of structures and electronic properties of materials (DFT, LDA + U)

Guy Ouvrard
Modelisation of structures and electronic properties of materials (DFT, LDA + U)

Nice

Antonczak Anton
Quantum studies of molecules and biomolecules

Patrick Cassam-Chenai
Mathematical Methods in Quantum chemistry

Palaiseau

Ecole Polytechnique

Carine Clavagera
Methodology of Force Field, Molecules of biological interest, vibrational properties 

Yves Jean
Reactivity of organometallic species by DFT methods

Gilles Frison
Electronic Structures of Molecules

Gilles Ohanessian 
Quantum studies of biomolecules in relation with mass spectrometry and infrared spectroscopic experiments

Paris 

Université Pierre et Marie Curie

Laboratoire de Chimie Théorique

Roland Assaraf 
Quantum Monte Carlo method and development

Jacqueline Berges
Electronic properties of molecules 

Monica Calatayud
Molecules on surface with periodic methods and clusters models, DFT and periodic DFT

Hélène Gérard 
Quantum and CPMD studies of inorganic molecules and bio-inorganic molecules

Paola Gori-Giorgi 
Methodology developments in DFT, short and long range interactions

Alexis Markovits
Molecules on surface with periodic methods and clusters models, DFT and periodic DFT

Christian Minot
Molecules on surface with periodic methods and clusters models, DFT and periodic DFT, analyze of bonding with ELF

Olivier Parisel 
Quantum and CPMD  studies of molecules and biomolecules, coordination of ions, relativistic effects on structure

Françoise Pauzat  
Quantum studies of molecules and processes of atmospheric interest

Jean-Philip Piquemal
Development of polarization force field for biomolecules

Peter Reinhardt
Methodology of DFT

Andreas Savin 
Methodology developments in DFT, short and long range interactions, methodology of ELF

Bernard Silvi  
Development of interpretative tools of electronic structures ELF

Julien Toulouse 
Development in DFT methodology, Quantum Monte Carlo, van der Waals systems

François Volatron
Structure and Electronic structures of molecules

Laboratoire de Dynamique Interactions et Reactivité


M. Esmail Alikahni

Electronic properties of molecules


Bruno Madebene

Vibrational properties of molecules

Sophie Rochut 
Electronic structures of species related to mass spectrometrie

Laboratoire de Physique Théorique de la matière condensée

Bertrand Guillot 
Theoretical representation of liquid, dynamic and Monte Carlo methods

Aurélien Pereira
Statistical representation of fluids

Gilles Tarjus
Theoretical studies of Thermodynamic properties of fluids

Rodolphe Vuillemier
Theoretical studies of elementary chemical events in liquid, short time dynamics and spectroscopy

Laboratoire de Chimie Organique 

Etienne Derat  
Quantum and QM/MM of inorganic and biochemical molecular species 

Laboratoire de Chimie Physique Matière et Rayonnement

Alfred Maquet 
Quantum studies of molecules in intense fields

Richard Taieb
Quantum studies of molecules in intense fields

Laboratoire d’électrochimie et de chimie analytique

Jean Pierre Badiali

Field theory for electrochemical processes

Dung Tran Di Caprio

Field theory for electrochemical processes 

Laboratoire Liquide Ionique et Interfaces Chargées

Pierre Turq


Statistic studies of material and interfaces

Laboratoire de Biochimie Quantique 

Philippe Derremaux 
Methodology development and studies on biomolecules  

Chantal Prevost

Molecular dynamic for biomolecules 

Sophie Saquin-Mora 

Molecular dynamic for biomolecules

Université Paris-7 Denis Diderot

Laboratoire ITODYS (Interfaces, Traitements, Organisation et Dynamique des Systèmes)

Florent Barbault
Structures and physical properties of conjugated molecules, macromecules and complex systems

François Maurel
Structures and physical properties of conjugated molecules, macromecules and complex systems

Aurélie Perrier
Structures and physical properties of conjugated molecules, macromecules and complex systems

Université of  Médecine, Paris Saint Peres

Noad Gresh
Development of Sibfa (force field program including electrostatic and polarization effects) for biomolecules

Ecole Nationale Supérieure de Chimie de Paris (ENSCP)

Carlo Adamo
Quantum studies of complex systems Lanthanides and actinide metals. Development in DFT

Alain Fuchs
Statistic methods of condensed Phases

Ecole Normale Supérieure de Paris

Daniel Borgis 
Multi scale studies of macromolecules of biological interest, studies of evolution of nuclear waste on long term

Irene Burghardt
Quantum dynamics for large systems and environmental effects.

James T Hynes 
Quantum studies of systems in solutions, biological media and on ice

Damien Laage

Quantum studies of systems in solution

Paris-Sud Orsay

Laboratoire de Chimie Physique 

Isabelle Demachy  
Quantum and quantum-classical approaches  for simulations of photochemical processes in bio-molecules; Monte Carlo studies of hydrophobic materials

Michèle Desouter-Leconte 
Quantum dynamics of excited electronic states, vibronic coupling

Philippe Hiberty 
VB methodology, reactivity with VB analysis, aromaticity

David Lauvergnat 
IR spectroscopy and optimal control of vibrational energy redistribution

Bernard Lévy
Electronic structures of molecules

Philippe Maître
Electronic properties of molecules and fragments in relation to mass spectrometry and IR spectroscopy

Pascal Pernot
Bayesien analysis, simulation and analysis of spectro-kinetic data.  

Pau

Isabelle Baraille
Material and surface science

Didier Begue
vibrational properties of molecules and clusters

Alain Dargelos
Electronic and Vibrational spectroscopies

Danielle Gombeau 
Theoretical studies of Molecules on Surfaces

Claude Pouchan 
Theoretical studies of vibrational properties of molecules and clusters

Michel Rerat
Electronic properties of solids

Poitier


Gilles Frapper

Electronic properties of molecules and solids

Rennes 1

Institut de Chimie 

Jean-Yves Saillard
DFT calculations of inorganic systems, molecular clusters and solids

Jean-François Halet
DFT calculations of inorganic systems, molecular clusters and solids

Karine Costuas
CPMD approach of structure and reactivity

Abdou Boucekkine
Studies of d and f transition metal complexes

Institut de Physique

Jean-Michel Launay 
Dynamic studies of Inelastic collisions

Alexandra Viel
Dynamics for photo-induced reactions

Saclay  (CEA)

Jean-Pierre Dognon
Electronic structures of molecular systems containing 5 f elements, wave based functions and DFT

Toulouse

Institut de recherche sur les systèmes atomiques et Moléculaires Complexes



Laboratoire de Chimie et Physique Quantique

Nadia Ben Amor 

Methodology in Quantum chemistry

Fabienne Alary 
Excited states of molecules and bio-inorganic molecules

Michel Caffarel   

Quantum Monte Carlo

Martial Boggio Pasqua 
DFT and CPMD calculations

Gérard Durand

Methodology in Quantum chemistry

Philippe Durand 
Methodology in Quantum chemistry –Effective pseudo potential

Stefano Evangelesti 

Methodology in Quantum chemistry

Nathalie Guilhéry: 

Methodology in Quantum chemistry

Xavier Gadea  

Quantum studies of Clusters and agregats

Jean-Louis Heully 
Relativistic methods.  Effective Hamiltonians, Inorganic molecules

Sophie Hoyau 

Methodology in Quantum chemistry

Thierry Leininger 

Methodology in Quantum chemistry

Colin Marsden 
Electronic structure of  Inorganic molecules containing d and f (mostly) metals.

Jean-Paul Malrieu 
Methodology in Quantum chemistry , Magnetic systems

Daniel Maynau   
Methodology in Quantum chemistry, multi configurational methods

Nicolas Suaud : 

Methodology in Quantum chemistry

Fernand Spiegelman

Clusters and Agregats, Jelium methodology

Georges Trinquier 

Electronic structures of molecules

Laboratoire collision agrégats et Réactivité

Alberto  Beswick

Dynamic studies of van der Waals systems

Nadine Halberstadt

Dynamic studies of van der Waals systems

Didier Lemoine
Dynamics of molecules on surfaces and agregats

Bruno Lepetit


Collision atom-molecules

Christoph Meier

Semi-classical approaches in dynamics

Institut National des Sciences Appliquées

Laboratoire de Chimie et de Physique des nano-objets
Romuald Poteau
Electronic structures of molecules. NMR signatures in molecules, Group pseudo potentials 

Laurent Maron
Electronic structures of inorganic molecules containing d and f metals. Relativity effects. Reactivity, homogeneous catalysis of biopolymers.

Franck Jolibois
Calculations of NMR properties of biomolecules. 

Iann Gerber 

Periodic calculations of material sciences

Laboratoire de Chimie de Coordination

Christine LePetit 
DFT studies of inorganic molecules

Strasbourg

Institut de Chimie

Marc Bénard
Electronic properties of large polymetallic clusters by DFT calculations

Hélène Bolvin
Magnetic molecular systems

Chantal Daniel
Photochemical process in inorganic species, quantum and dynamic approach

Alain Dedieu
Reactivity in organometallic complexes

Roberto Macquart
Molecular Dynamic studies of highly excited vibrational states

Marie-Madeleine Rohmer 
Electronic properties of large polymetallic clusters by DFT calculations 

Trond Saue
Relativistic effects with 2 and 4 components approach, weak forces

Alexandre Warnek
Computers and Chemistry (definition of descriptors for combinatorial chemistry)

Georges Wipff
Quantum and Quantum dynamic studies of ion coordination and biological systems, separation of nuclear waste

GERMANY

Research Groups in Theoretical Chemistry in Germany

	Name
	University
	Research FielD

	Ahlrichs, Reinhart
	Karlsruhe
	Density Functional Theory, TURBOMOLE, Molecular Clusters

	Auer, Alexander
	Chemnitz
	Local Correlation Methods

	Bredow, Thomas
	Bonn
	Theoretical Solid-State Chemistry, Semiempirical Quantum Chemistry

	Blöchl, Peter
	Clausthal
	Density Functional Theory, Theoretical Solid-State Chemistry and Physics

	Bonačić-Koutecký, Vlasta
	Humboldt, Berlin
	Cluster Chemistry and Physics

	Botschwina, Peter
	Göttingen
	Ab Initio Calculations on Small Molecules

	Buenker, Robert
	Wuppertal
	Multireference CI Methods and Applications

	Cederbaum, Lorenz
	Heidelberg
	Highly Excited States, Green’s Functions Methods

	Clark, Tim
	Erlangen-Nürnberg
	QM/MM, Semiempirical Quantum Chemistry

	De Vivie-Riedle, Regina
	LMU München
	Ab Initio Chemical Dynamics, Quantum Computing

	Dolg, Michael
	Köln
	Pseudopotentials, Relativistic Quantum Chemistry, Correlation Methods, Transition Metals

	Domcke, Wolfgang
	TU München
	Dynamics of Elementary Photochemical Reactions, Molecular Spectroscopy; Theory and Application

	Dreuw, Andreas        
	Frankfurt         
	Excited States

	Dronskowski,Richard
	Aachen
	Solid-state quantum chemistry       

	Engels, Bernd
	Würzburg
	Theoretical Organic Chemistry, MR-CI Methods and Calculations

	Engel, Volker
	Würzburg
	Femtosecond Dynamics and Spectroscopy

	Elstner, Markus
	Braunschweig
	QM/MM Methods, Excited States, Enzymes, 

TB-DFT, Semiempirical DFT Methods

	Exner, Thomas
	Konstanz
	Theoretical Chemical Dynamics

	Frank, Irmgard
	Hannover
	First Principles Molecular Dynamics, Excited States

	Frenking, Gernot
	Marburg
	Reaction Mechanisms, Transition Metal Chemistry, Theory of Bonding

	Gauß, Jürgen
	Mainz
	Coupled Cluster Theory, Molecular Properties

	Geiger, Alfons
	Dortmund
	Simulations of Liquids

	Görling, Andreas
	Erlangen
	Density Functional Theory, Foundations,  Algorithms and Applications

	Gonzalez, Letitzia
	Jena
	Excited-State Reaction Dynamics, Spectroscopy

	Grimme, Stefan
	Münster
	Density Functional Theory, Excited States, Organic Chemistry, Reaction Mechanisms

	Gross, Axel
	Ulm
	Theoretical Surface Science

	Gross, Eberhard
	MPI Halle
	DFT fundamentals, TDDFT, Transport        

	Hartke, Bernd
	Kiel
	Global Optimization Methods, Clusters

	Hättig, Christoph
	Bochum
	Coupled-Cluster Response Methods for Large Molecules

	Holthausen, Max
	Frankfurt
	Application of Density Functional Theory to Inorganic Chemistry

	Jansen, Georg
	Duisburg/Essen
	Intermolecular Interactions

	Jensen, Per
	Wuppertal
	Theoretical Spectroscopy

	Kaupp, Martin
	Würzburg
	Theoretical Magnetic Resonance, New Density Functionals, Unusual Bonding

	Kirchner, Barbara
	Leipzig
	First Principles Molecular Dynamics, Theory of Liquids

	Klopper, Wim
	Karlsruhe
	Explicitly Correlated Wavefunction Methods

	Klüner, Thorsten
	Oldenburg
	Theoretical Surface Science

	Knapp, Ernst-Walter
	FU Berlin
	Redox Potentials and pKa values in Proteins, Electrostatics                                                                

	Kortus, Jens
	Freiberg
	Theoretical Solid State Chemistry and Physics

	Koeppel, Horst              
	Heidelberg
	Non-adiabatic effects in photochemistry

	Koslowski, Torsten
	Freiburg i. Br.
	Tight Binding Models

	Kühn, Oliver
	Rostock
	Intramolecular Reaction Dynamics

	Lüchow, Arne
	Aachen
	Quantum Monte Carlo Method

	Ludwig, Ralf
	Rostock
	Simulations of Liquids

	Manthe, Uwe
	Bielefeld
	Ab initio Reaction Dynamics

	Manz, Jörn
	FU Berlin
	Reaction Dynamics, Excited States, Photochemistry

	Marian, Christel
	Düsseldorf
	Excited States, Spin Dependent Effects

	Marx, Dominik
	Bochum
	First Principles Molecular Dynamics Simulations

	Müller-Plathe, Florian
	Darmstadt
	Molecular Dynamics Simulations, Polymer Physics

	Meyer, Hans-Dieter
	Heidelberg
	Multi-configuration time-dependent Hartree method MCTDH

	Neese, Frank
	Bonn
	Efficient Single- and Multireference Methods, Theoretical Spectroscopy, Open-Shell Transition Metal Ions, ORCA

	Nest, Matthias
	TU München
	Attosecond Electron Dynamics, MCTDHF    

	Ochsenfeld, Christian
	Tübingen
	Linear Scaling ab initio Methods

	Reuter, Karsten
	TU München
	DFT, Surfaces, Catalysis

	Rösch, Notker
	TU München
	Two-Component Relativistic Density Functional Theory; Theory and Applications

	Saalfrank, Peter
	Potsdam
	Dynamics and Spectroscopy; Molecules and Surfaces

	Sauer, Joachim
	Humbold, Berlin
	Theoretical Solid State Chemistry, Intermolecular Interactions,Heterogeneous Catalysis, Zeolites

	Scheffler, Matthias
	FHI Berlin
	DFT, Surfaces, Heterogeneous Catalysis        

	Schirmer, Jochen
	Heidelberg
	Many-Body Theory, Green’s Functions

	Schütz, Martin
	Regensburg
	Local Correlation Methods; Solids and Molecules

	Seifert, Gotthard
	TU Dresden
	DFT, nanostructures, hydrogen storage     

	Spohr, Eckhard
	Duisburg
	Molecular Dynamics Simulations

	Springborg, Michael
	Saarbrücken
	Density Functional Theory, Theoretical Solid State Chemistry

	Stock, Gerhard
	Frankfurt
	Molecular Dynamics Simulations and Spectroscopy of Biological Systems

	Thiel, Walter
	Mülheim
	QM/MM Methods, Enzyme Mechanisms, Semiempirical Methods, Ab initio Spectroscopy,, DFT Catalysis

	Thoss, Michael
	Erlangen
	Quantum Dynamics of Complex Systems

	Ullmann, Matthias
	Bayreuth
	Electrostatics, Proteins, Redox-Potentials, pKa Values, DFT

	Van Wüllen, Christoph
	Kaiserslautern
	Two-Component Relativistic Density Functional Theory and Applications

	Werner, Hans-Joachim
	Stuttgart
	Highly correlated single- and multi-reference methods, Local Correlation Methods, MOLPRO


Retired Professors or Emeriti: 

Brickmann (Darmstadt), Helfrich (Berlin), Hohlneicher (Köln), Hofacker (München), Jug (Hannover), Kutzelnigg (Bochum), Ladik (Erlangen), Meyer (Kaiserslautern), Peyerimhoff (Bonn), Schmidtke (Düsseldorf), Schwarz (Siegen), Witschel (Ulm), Zülicke (Potsdam)

SWITZERLAND
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ITALY

Listed are site of Universities (mainly Chemistry Departments and CNR), scientist, research topic.
	Alessandria

Torino

Milano

Como

Padova

Trieste

Parma

Ferrara

Modena

Bologna

Genova

Firenze

Siena

Pisa

Perugia

Roma

Campobasso

Napoli

Salerno

Potenza

Cosenza

Lecce

Catania

Sassari
	Maurizio Cossi 

---------------------------------

Roberto Dovesi 

Piero Ugliengo 

Carla Roetti

--------------------------------

Gianfranco Tantardini

Maurizio Sironi

Gianfranco Pacchioni

(Bicocca) 

Piercarlo Fantucci (Bicocca)

Ugo Cosentino(Bicocca)

Carlo Gatti (CNR)

--------------------------------

Giorgina Corongiu

Ettore Fois

Aldo Gamba

Gabriele Morosi

---------------------------------

Giorgio Moro

Maurizio Casarin

Alessandro Bagno

-------------------------------

Piero Decleva

Mauro Stener

Sonia Coriani

Paolo Carloni (SISSA)

---------------------------------

Roberto Cammi

---------------------------------

Renzo Cimiraglia

Celestino Angeli 

--------------------------------

Paolo Lazzeretti

Cristina Menziani

Stefano Corni

-----------------------------

Giorgio Orlandi

Francesco Zerbetto

Cristina Puzzarini

Claudio Zannoni

Pierluigi Bendazzoli

Paolo Palmieri

Renato Colle

Marco Garavelli

-------------------------------
Giuseppe Figari

---------------------------------

Cardini

--------------------------------

Massimo Olivucci

Carlo Petrongolo

--------------------------------

Benedetta Mennucci

Maurizio Persico

Claudio Amovilli

Ivo Cacelli

Chiara Cappelli

Giovanni Granucci

Vincenzo Barone (SNS)

Alessandro Lami (CNR)

Alessandro Fortunelli (CNR)

Antonio Rizzo (CNR)

Vincenzo Carravetta (CNR)

Caterina Ghio (CNR)

Susanna Monti (CNR)

Alessandro Ferretti   

Fabrizio Santoro    
--------------------------------

Vincenzo Aquilanti

Antonio Sgamellotti

Antonio Laganà

Francesco Tarantelli

------------------------------

Francesco Gianturco

Alfredo Di Nola

-------------------------------

Nazareno Re

-------------------------------

Orlando Crescenzi

Mauro Causà

Nadia Rega

Roberto Improta (CNR)

--------------------------------

Andrea Peluso

Luigi Cavallo

Riccardo Zanasi

---------------------------------

Francesco Lelj

--------------------------------

Nino Russo

---------------------------------

Fabio Della Sala (CNR)

---------------------------------

Antonio Raudino

--------------------------------

Giuseppe Suffritti
	Solid state, catalysis

-------------------------------

Solid state, catalysis(Crystal)

Catalysis, surface science

Computational Solid state

-------------------------------- 

Dynamics

Computational Chemistry

Material science

Electronic structure of bioinorganic complexes

Properties from electron density

----------------------------------------

Computational Chemistry

Car-Parrinello

Catalysis

Quantum Monte Carlo

---------------------------------

Stochastic approaches

Material s, catalysis

NMR, solvent effects

-------------------------------------

Computational spectroscopy

Computational spectroscopy

Response theory

Molecular Dynamics

-------------------------------------

Solvent effects

-------------------------------------

Multireference methods

Multireference Methods
--------------------------------------

Magnetism

Molecular Dynamics

Surfaces and interfaces

--------------------------------------

Computational spectroscopy

Complex systems

Computational spectroscopy

Simulations for soft matter

Full CI

Multireference methods 

Materials, computational spectroscopy, DFT methods

Computational photochemistry

----------------------------------

Intermolecular forces

-----------------------------------

Car Parrinello 

-----------------------------------

Photochemistry

Reactive scattering

------------------------------------

Solvent effects

Semiclassic and quantum dynamics

Quantum Monte Carlo, DFT

Multireference methods

Computational spectroscopy

Quantum dynamics

Computational spectroscopy, solvent effects, dynamics

Quantum Dynamics

Materials, Molecular dynamics

Response theory, properties

Computational spectroscopy,surfaces

Biomolecules, reactivity

Biomolecules, QM/MM

Transport, Magentism

Computational spectroscopy, quantum dynamics

---------------------------------------

Scattering

Computational inorganic chemistry

Reactive scattering, grid

Green functions

-----------------------------------------

Scattering

Molecular dynamics

-----------------------------------------

Computational Medicinal Chemistry

----------------------------------------

Computational Spectroscopy

Surface science and catalysis

Solvent effects, Ab-initio dynamics

Biomolecules

--------------------------------------

Photochemistry and photophysics

Catalysis and polymers

Molecular properties

----------------------------------------

Computational Inorganic Chemistry

-----------------------------------------

DFT, molecular dynamics

-----------------------------------------

DFT

----------------------------------------

Phenomenological models

----------------------------------------

Molecular Dynamics


Retired professors or emeriti are not listed, as for example

Pisani (Torino), Palmieri (Bologna), Arrighini (Pisa), Guidotti (Pisa), McWeeny (Pisa), Moccia (Pisa), Tomasi (Pisa), Del Re (Napoli), La Manna (Bari), Paoloni (Palermo), Clementi (Como), Giuliano Alagona (CNR-Pisa)
SPAIN
 A non-comprehensive list of Theoretical Chemistry groups in Spain

Andalucia

Universidad de Sevilla

· Group of Prof. Enrique Sanchez-Marcos (Ionic solutions)

· Group of Prof. Javier Fernandez-Sanz (Solid state)

Universidad de Malaga

· Group of Prof. J. Joaquin Quirante (Reactivity)

Universidad de Cadiz

· Group of Prof. Manuel Fernandez-Nuñez (Molecular properties)

Universidad de Granada

· Group of Prof. Jose Dobado (Biological/Organic systems)

Asturias

Universidad de Oviedo

· Group of Prof. Tomas Sordo (Reactivity)

· Group of Prof. Jose A. Sordo (Structure; Reactivity)

· Group of Prof. Angel Martin-Pendas (Methodology)

· Group of Prof. Jose M. Recio (Solid State)

Castilla La Mancha

Universidad de Castilla La Mancha

· Group of Prof. Alfonso Niño (Computational Chemistry)

Castilla y Leon

Universidad de Valladolid

· Group of Prof. Inmaculada Martin (Theoretical Spectroscopy)

· Group of Profs. Antonio Largo and Carmen Barrientos (Structure; Reactivity)

Universidad de Salamanca

· Group of Prof. Luis Tel (Methodology)

· Group of Prof. Jose M. Alvariño (Dynamics)

Cataluña

Universidad de Barcelona

· Group of Prof. Antonio Aguilar (Dynamics)

· Group of Prof. Josep M. Bofill (Modellization)

· Group of Prof. Juan J. Novoa (Materials)

· Group of Prof. Francesc Illas (Surfaces; Catalysis)

· Group of Prof. Jaime Rubio (Biological systems)

· Group of Prof. Javier Luque (Biological systems)

Universidad Autonoma de Barcelona

· Group of Prof. Antonio Oliva (Reactivity)

· Group of Prof. Mariona Sodupe (Reactivity; Structure)

· Group of Prof. Agusti Lledos (Molecular Modellization; Organometallics)

· Group of Prof. Josep M. Lluch (Reactivity; Dynamics)

Universidad de Girona

· Group of Profs. Miquel Duran and Miquel Sola (Molecular Modellization)

· Group of Prof. Ramon Carbo (Methodology)

Universidad Rovira I Virgili (Tarragona)

· Group of Prof. Rosa Caballol (Methodology)

· Group of Prof. Josep M. Ricart (Methodology; Materials)

· Group of Prof. Josep M. Poblet (Materials)

Extremadura

Universidad de Extremadura

· Group of Prof. Francisco Olivares (Reactivity)

Galicia

Universidad de Santiago de Compostela

· Group of Prof. Saulo Vazquez (Dynamics)

· Group of Prof. Jesus Rodriguez (Reactivity)

· Group of Prof. Berta Fernandez (Methodology; Molecular properties)

Universidad de Vigo

· Group of Prof. L. Carballeira (Reactivity)

· Group of Prof. Ricardo Mosquera (Reactivity)

Islas Baleares

Universidad de las Islas Baleares (Mallorca)

· Group of Profs. Francisco Muñoz and Josefa Donoso (Biological systems; Reactivity)

Madrid

Universidad Autonoma de Madrid

· Group of Prof. Jaime Fernandez-Rico (Methodology)

· Group of Prof. Jose M. Garcia de la Vega (Molecular structure)

· Group of Prof. Miguel Paniagua (Potential Energy Surfaces)

· Group of Profs. Manuel Yañez and Otilia Mo (Structure; Reactivity)

· Group of Prof. Armando Riera (Collisions)

· Group of Prof. Fernando Martin (Structure, Methodology)

· Group of Prof. Florentino Borondo (Chaos; Reactivity)

· Group of Prof. Luis Seijo (Solid state)

Universidad Complutense de Madrid

· Group of Prof. Jesus Santamaria (Dynamics)

· Group of Prof. Javier Aoiz (Dynamics)

· Group of Prof. José Tortajada (Structure)

Universidad Politécnica de Madrid

· Group of Prof. Perla Wahnon (Solid State)

Murcia

Universidad de Murcia

· Group of Prof. Alberto Requena (Theoretical Spectroscopy, Reactivity)

Universidad de Cartagena

· Group of Prof. Beatriz de Miguel (Structure)

Pais Vasco

Universidad del Pais Vasco

· Group of Prof. Jesus Ugalde (Structure; Reactivity)

· Group of Prof. Luis Lain (Methodology)

· Group of J. Gonzalo Muga (Dynamics)

· Group of Prof. Ernesto Garcia (Dynamics)

Valencia

Universidad de Valencia

· Group of Prof. Ignacio Nebot-Gil (Reactivity)

· Group of Prof. Jose Sanchez-Marin (Excited states)

· Group of Prof. Manuela Merchan (Excited states; Reactivity)

· Group of Prof. Estanislao Silla (Biological systems; Reactivity)

· Group of Prof. Enrique Orti (Materials)

Universidad Jaume I (Castellon)

· Group of Prof. Juan Andres (Biological systems, Reactivity)

· Group of Prof. Josep Planelles (Methodology)

Universidad de Alicante

· Group of Profs. Federico Moscardo and Emilio San Fabian (DFT)

All Spain CSIC (National Research Council)

Madrid: Group of Prof. Gerardo Delgado-Barrio (Dynamics)

Madrid:  Group of Carmela Valdemoro (Methodology) 

Barcelona: Group of Prof. Santiago Olivella (Reactivity)

Granada: Group of Prof. Alfonso Hernandez-Laguna (Structure; Reactivity)

GREECE

A non-comprehensive list of groups doing research in theoretical chemistry Greece.

University of Crete

Department of Chemistry
G. E. Froudakis, Associate Professor

Material’s Modelling and Design for Energy and Environment applications

S. Farantos, Professor

Dynamics and spectroscopy of vibrationally highly excited small polyatomic molecules.

Department of Materials Science and Technology
Georgios Kopidakis, Assist. Professor

 Computational materials science; superhard materials, optoelectronics, catalysis, and ultra-fast energy transfer

Ioannis N. Remediakis, Assist. Professor
Computational materials science; superhard materials, optoelectronics, catalysis, and ultra-fast energy transfer

Foundation of Research and Technology Hellas

Institute of Electronic Structure and Leasers 
A. Andriotis, Researcher A, Tight Binding Molecular Dynamics calculation in clusters and nanomaterials
National Center for Scientific Research “DEMOKRITOS”
Y. Economou, Researcher A’ , Molecular thermodynamics and modelling of Materials 

Y. Lazarou, Researcher B’     ,Computational Atmospheric Chemistry

Th. Steriotis, Researcher B’   ,Computer simulations of Molecules and Materials

A. Stubos, Researcher A’      ,Mesoscopic simulations of materials
M. Kainourgiakis Researcher C’ , Computer simulations of Molecules and Materials

A. Provata Researcher B’       ,Molecular simulations

National Hellenic Research Foundation

Theoretical and Physical Chemistry Institute
Y. Komnimos, Director of Research

Atomic Physics

Theodoros Mercouris, Director of Research

Dynamics of Atoms and small Molecules in Laser fields

N.N. Lathiotakis, Associate Researcher

Density and Density Matrix Functional Methods

Ioannis D.  Petsalakis, Director of Research

Processes in excited states of molecules, carbon nanostructures and hybrid systems

E.D. Simantiras, Associate Researcher

Computational Chemistry on Inorganic Materials

Giannoula Theodorakopoulos, Director of Research 

Processes in excited states of molecules, carbon nanostructures and hybrid systems

A. Vegiri, Senior Researcher

Molecular dynamics in water and glasses

Institute of  Organic and Pharmaceutical Chemistry 


Manthos Papadopoulos, Director of Research

Development of methods for the correlation, vibrational and relativistic correction to the linear and non-linear (NLO) optical properties of molecules.  
National and Kapodistrian University of Athens 

Department of Chemistry
A. Mavridis. Professor

Accurate ab-initio calculations on small molecules

I. Samios, Professor

Statistical Mechanics-Molecular Dynamics & Monte Carlo Methods in condensed Phase

National Technical University of Athens

Department of Materials Science and Engineering
 D. Theodorou , Professor
Multiscale modelling and simulation of amorphous synthetic polymers in the melt and glassy states.  

University of Patras 
Department of Physics
A. Zdetsis Professor, Semiconductor clusters and nanosystems
 

Department of Chemistry
G. Maroulis, Professor, Molecular properties of atoms, molecules and clusters

University of Ioannina

Department of Chemistry 

Agnie M. Kosmas, Professor, Quantum mechanical characterization of species in Atmospheric Chemistry,                                                                                                    Catalysis, Bioinorganic Chemistry etc 

Marios K. Kosmas, Professor, Mathematical analytical models in Macromolecular Chemistry 

Costas Vlahos, Assis. Professor, Computer simulations in  Macromolecular Chemistry 

A.K. Tsipis, Assis Professor, Quantum Chemistry Applications in Inorganic Chemistry 

V.S. Melissas, Assis. Professor, Quantum Chemistry Applications
 

Department of Physics  

G. Evagelakis, Assoc. Professor, Computer simulations  of materials and surfaces

Department of Material Science 
Ch. Lekka, Lecturer, Computer simulations  of materials and surfaces

D. Papageorgiou,  Assis. Professor, Computational methods in Material Science

University of Thessaloniki

Department of Chemistry
K. Tsipis, Professor , Applications of Quantum Chemistry in Inorganic systems

E. Bakalbassis, Professor, Quantum Chemistry Applications

M. Sigalas, Assoc.  Professor, Quantum Chemistry Applications

G. Katsoulos, Professor, Quantum Chemistry Applications

M. Pagitsas, Professor, Statistical mechanics and Electrodynamics

Department of Chemical Engineering
G. Karatassos, Assis. Professor, Computer simulations in  Macromolecular Chemistry
End March 12, 2009

 MOROCCO

Listed are the most active groups in the field of Quantum Molecular Sciences

	University
	Professors in permanent position
	Research topics

	Rabat
	Najia KOMIHA

Oum Keltoum Kabbaj

Hassna ABOULMAKARIM

Khadija MARAKCHI
	Spectroscopy of small molecules(vibrationnal),potential energy surfaces,reactionnal mechanisms in organic chemistry,molecular properties of biological active molecules, porphyrins.

	Fes
	Abdelali DAOUDI

Mohamed FILALI-BABA

Mohamed MCHARFI

Mohamed BENZAKOUR

Adil TOUIMIBENJELLOUN

Khalid SKALLI

Amal HAOUDI
	Modelling of biomolecules,

Molecular properties, atmospheric molecules,

Solid state chemistry.

	Marrakech
	Mohamed EL MOUHTADI

M’hamed ESSEFFAR

Abdellah JARID

Abderrahim BOUTALIB

Belkacem MOUFLIH

Driss CHERQUAOUI

Fatima IJJAALI


	Quantum chemistry applied to organic chemistry, chemistry in solution, NMR.

	Casablanca I
	Affaf MIKOU

Aziz EZZAMARTI

Leila BOULANOUAR


	Quatum chemistry applied to reactivity and structure, RMN.

QSAR.

	Casablanca II
	Mohamed HLIWA

Anass KETTANI

Mustapha EZZINE
	Nanosystems.

Protein and enzymatic dynamics.

	Kenitra
	Hassan RABBAA

Rachida GHAILANE

Mohamed AMELLAL
	Solid state chemistry.

Quantum chemistry applied to reactivity and structure.

	Agadir
	Mustapha HILALI
	Quantum chemistry applied to reactivity and structure

	El Jadida
	Aziz ABOULMOUJAHIR

Mohamed EL HAJBI

Souad JORIO
	Spectroscopy.

Quantum chemistry applied to reactivity and structure of large systems

	Meknes
	Touria ZAIR

Rajaa BENHALLAM
	Quantum chemistry applied to reactivity and structure

	Errachidia
	Mohamed HAMIDI

Mohamed BOUACHRINE
	Quantum chemistry applied to reactivity and structure of polymers

	Tetouan
	Driss RIFFI-TEMSAMANI
	Quatum chemistry applied to reactivity and structure of  organic molecules

	Stettat
	A.CHHIBA
	Reactivity and structure determinations


SOUTH  AFRICA  

The leading groups in the field in South Africa: 

Kevin Naidoo (University of Cape Town): includes Gerhard Venter  (lecturer); 2 postdocs; 4 Phds, 4 M.Sc.s: Computational Method  Development and Applications  in the following areas; Reaction  Dynamics; Macromolecular Folding; Solution Chemistry (CHARMM, GAMESS- UK interface development etc) 


Jan Dillen (University of Stellenbosch) Group Size ~ 3 students:  Molecular Conformation; electronic structure (GAUSSIAN) 


Petrie Steynberg (SASOL Technologies): 7 full time computational  chemists that make up the R&D computational support for South  Africa's leading pertrochemical company: Transition Metal Reactions -  (Accelrys, VASP etc) 

Phuti Ngoepe (University of Limpopo): Group size ~5 students and 2  postdocs (Accelrys, GAUSSIAN) 


Manie Vosloo (University of the North-West) ~ 4 students: reactions  and conformations linked to experiments (SPARTAN, GAUSSIAN) 


Gert Kruger (University of Kwazulu Natal) ~ 4 students: reactions and  conformations linked to experiments (GAUSSIAN) 


Peet van Rooyen (University of Pretoria) ~ 2 students - Reactions and  Molecular conformation (GAMESS-US and GAUSSIAN) 


Gideon Steyl (University of the Orange Free State) ~ 4 students:  reactions and conformations 
 

Kevin Naidoo is the South African Research Chair in Scientific  Computing funded by the national department of Science and technology 

PAGE  
23


