APPENDIX  1    

List of selected sites  in the various part of the world at which QMS is carried out,  and prominent scientists.  Same order as in Section 3.

AUSTRALIA

This document describes in more detail the research activities in each University or Research Institute.  These are divided into three sections as follows:

Section A:  Universities with at least one group devoted entirely to quantum molecular science.Section B:  Universities with one or more groups doing work in which quantum molecular science constitutes part of their research program.Section C:  Research Institutes in which research involving quantum molecular science is undertaken.

In addition to senior members, group composition is described in terms of postdoctoral fellows (postdocs), postgraduate (Ph D or M Sc) students (p/g) and Honours (the 4th optional year of a B Sc) students.
Section A

Australian National University

Research School of Chemistry
Prof Denis Evans:  Statistical mechanics, 1 postdoc, 1 p/g.

Prof Michael Collins:  Chemical physics, 2 postdocs, 2 p/g.

Prof Peter Gill:  Theoretical quantum chemistry, 4 postdocs, 2 p/g.

Dr Michelle Coote:  Computational quantum chemistry, 3 postdocs, 5 p/g.
Department of Chemistry

Dr Rob Stranger:  Computational quantum chemistry, 2 postdocs, 1 p/g, i Honours.
John Curtin School of Medical Research
Dr Jill Gready:  Computational biochemistry.

Curtin University of Technology
Nanochemistry Research Institute
Prof Julian Gale:  Computational chemistry, 3 Professors, 1 Emeritus Professor, 1 A/Prof, 1 Targetted Research Fellow, 4 postdocs, 2 p/g students , 3 visiting overseas students & interns + 2 Honours students.

Griffith University
Nanoscale Science and Technology Research Centre
Prof John Dobson:  Condensed matter/chemical physics/nanoscience, 1 postdoc, 1 p/g.
A/Prof Debra Bernhardt:  Liquid state physical chemistry, 1 postdoc, 1 p/g.
Dr Chris Brown:  Computational quantum chemistry, 1 p/g.

Institute for Glycomics
Prof  Mark von Itzstein, Mr. J. Dyason:  Modelling of docking using force fields.
ESKITIS

Dr Chris Brown and others:  Force field modelling, several postdocs, 2 p/g

La Trobe University

Dr David Wilson:  Computational quantum chemistry, 2 p/g, 3 Honours - last  3 years.

The University of Melbourne
Chemistry

Dr Amanda Barnard:  Nanoscale theory and computation, currently no students or postdocs (new group being established).
Dr Richard Harcourt:  Valence bond theory, no postdocs or p/g, but collaboration with workers internationally and locally. 
Prof Carl Schiesser:  Free radical chemistry, five postdocs, 10 p/g, (only one postdoc and three p/g involved in computational work).

Dr Uta Wille is involved in computational work in conjunction with experimental studies.
Prof Richard O’Hair is involved in computational work in conjunction with experimental studies.

Dr Stephen Best:  Computational studies, 3 group members, no postdocs.
Dr Tom Waters:  Density functional theory calculations.
A/Prof Evan Biske:  Computational studies and spectroscopy.
Physics

Dr Harry Quiney:  Relativistic quantum theory, quantum electrodynamics, non-linear processes, 2 postdocs, 1 p/g.

Dr Chris Chantler:  Some theoretical work modelling inner-shell processes.  Postdocs and students are mainly experimental, but total theoretical activity is probably 1 postdoc, 1 p/g.
Dr Les Allen:  Atomic scattering theory, 1 postdoc, 2 p/g.

Dr Andrew Martin:  Theory of Bose-Einstein condensates, 1 postdoc, 2 p/g.

Dr Lloyd Hollenberg:  Device modelling in quantum computing, probably 1 postdoc and 3 p/g

Dr Andrew Greentree.  Quantum information transport, probably 1 postdoc and 1 p/g.

The University of Newcastle
Prof  Ellak von Nagy-Felsobuki:  Ab initio property surfaces and synthesized rovibration spectra of tri- and tetra-atomic molecules, 2 p/g.

Dr Marion Radny:  Molecular chemisorption on semiconductor surfaces, 1 postdoc, 2 p/g.

Prof Bogdan Dlugogorski:  Ab initio calculations, 2 postdocs, 5 p/g.

A/Prof Adam McCluskey:  Molecular mechanics and ab initio calculations, 2 postdocs, 6 p/g .
The University of Queensland
Prof Sean Smith:  Computational bio- and nanotechnology, quantum reaction dynamics, typically 5 postdocs, 3 p/g.
Prof Ross McKenzie:  Condensed matter theory, strongly correlated electron systems, mesoscopic electronics, quantum phase transitions, disordered systems, nano-materials and mathematical physics. 
Royal Melbourne Institute of Technology (RMIT) University
Prof  Irene Yarovsky:  Materials modelling and simulation group, 6 postdocs, 5 p/g.

Prof  Ian Snook:  Condensed matter physics, 4 postdocs, 5 p/g, with A/Prof Salvy Russo (see CSIRO entry) and A/Prof Peter Daivis.
Swinburne University of Technology
A/Prof Feng Wang:  Quantum chemical applications and molecular spectroscopy of biomolecules, 1 postdoc, 5 p/g.
The University of Sydney
Chemistry
Prof Leo Radom:  Computational quantum chemistry, 4 postdocs, 3 p/g.

Prof Jeff Reimers:  Molecular electronics, photosynthesis, electronic spectroscopy, 2 postdocs, 3 /g.

Dr Meredith Jordan:  Quantum and classical dynamics,1 p/g.

Dr George Bacskay:  Quantum chemistry, no postdocs or p/g. 

Molecular and Microbial Biosciences
Emeritus Professor N S Hush:  Molecular electronics, photosynthesis, no postdocs or p/g.

School of Chemical and Biomolecular Engineering
Professor Brian Haynes:  Some computational studies, 1-2 other academics, 2-3 postdocs, ~5 p/g. Of these, 1 academic, 1 postdoc and 1 p/g use computational quantum chemistry as a significant part of their research. 

University of Tasmania
Prof Brian Yates:  Computational quantum chemistry.

University of Technology, Sydney
A/Prof Mike Ford:  Computational materials science / nanotechnology, 3 p/g.
University of Western Australia
Dr Dylan Jayatilaka: Quantum chemistry (method development), quantum crystallography (method development), 2 p/g.

Section B

The University of Adelaide
School of Chemistry and Physics

Prof  Mark Buntine, Prof  John Bowie, Dr Gregory Metha:  Electronic structure calculations, collectively 3 postdocs, 9 p/g, 2 Honours.

Australian Catholic University

Dr Peter Burton, Honorary Fellow, Social justice & quality of life flagship, quantum spin coherence model of electron correlation.
Charles Darwin University
Dr Vinutha Ramakrishna: Molecular modeling.
Deakin University
A/Prof Kieran Lim:  Physical chemistry and chemical education, occasional research in quantum molecular science, 1 p/g ,3 Honours students. 

Monash University
Chemistry

A/Prof Alan Chaffee:  2 postdocs, 2 p/g, 1 research assistant.
Prof Don McNaughton, A/Prof Richard Morrison, Dr Chris Thompson, Dr Evan Robertson, Dr Peter Godfrey, Prof Ron Brown:  Spectroscopy, 2 postdocs, 2 p/g.
Medicinal Chemistry

Dr David Chalmers:  Molecular modelling  and computational quantum chemistry, approx 2 postdocs and 3  p/g plus Dr Brian Duke (Honorary Research Fellow).

Several research groups use molecular modelling.
University of New England

Prof Steven Glover:  Biological organic chemistry, 1 p/g., 2 Honours students.

Dr Chris Fellows:  Mechanisms in free-radical polymerisation, 3 p/g. 

A/Prof Trevor Brown:  Catalysis, 1 p/g, 1 Honours student.
University of New South Wales
Chemistry 
Prof  Graham Ball:  Some quantum molecular science, 1-2 postdocs and p/g.
University College ADFA Faculty 
Associate Professor Cliff Woodward:  Statistical mechanics of complex fluids, 1 p/g.

University of Wollongong 
Dr Stephen Blanksby:  Gas phase ion chemistry (mass spectrometry), 6 p/g, 2 Honours students.
A/Prof  Paul Keller:  Medicinal chemistry (synthesis and drug design), 1 postdoc, 5 p/g, 3 Honours students.

Victoria University 
Professor John Orbell:  Quantum and molecular mechanics/ molecular dynamics, 5 p/g.
Section C
Australian National University Supercomputer Facility (ANUSF)
Includes the Australian Partnership for Advanced Computing  (APAC) National Facility.
Dr Rika Kobayashi:  Code development (one of the authors of Gaussian), accurate calculation methods and general quantum chemistry. 

Dr Ivan Rostov:  Calculations on larger molecules.

Dr Vladislav Vassiliev:  Simulations and molecular dynamics.

Dr Andrey Bliznyuk:  Calculations on large system, molecular dynamics.
Dr Roger Amos:  Code development, excited states, DFT calculations.

CSIRO Division of Molecular & Health Technologies
Dr David Winkler (Clayton lab.):  QSAR/QSPR, complex systems, ligand-based design, molecular modulation of biological properties, 2 postdocs, 1 p/g.

Dr Vidana Epa (Parkville lab.):  Protein interactions and dynamics, enzyme reaction mechanisms, structure-based molecular design. 

CSIRO Division of Minerals
A/Prof Salvy Russo (joint position with RMIT University, see that entry), Dr Rob Rees, Mr Nick Wilson:  Quantum modelling, ab initio property prediction in doped/defected materials applicable to energy production and energy storage, 2 p/g.

Defence Science and Technology Organisation 
Dr Mark Fitzgerald:  Theoretical elucidation of the decomposition pathways of explosives.

Walter and Eliza Hall Institute of Medical Research
Dr Brian Smith:  Enzyme mechanisms, 1 p/g.

NEW ZEALAND

Auckland

Massey University

Peter Schwerdfeger
Relativistic electron structure theory, superheavy elements, parity violation, QED and electroweak theory.

Matthias Lein
 
Computational Chemistry

Auckland University

Tilo Söhnel

Theoretical solid-state Chemistry

Jóhannes Reynisson
Computational Chemistry

Peter Boyd

Theoretical inorganic Chemistry

Hamilton
Waikato University

Joseph Lane

Atmospheric Chemistry

Wellington

Victoria University/MacDiarmid Institute

Shaun Hendy

Surfaces, nanostructures and phase transitions

IRL

Nicola Gaston

Surfaces, solid state

Christchurch

Canterbury University

Robert Maclagan Ion molecule/radical radical reactions

ISRAEL

Hebrew University, Jerusalem
	Location
	Name
	Scientific Activity

	Institute of Chemistry
	Noam Agmon
	Proton transfer in GFP and proton mobility in water; ligand binding in heme proteins, diffusion; mobility and kinetics in solution

	Institute of Chemistry
	David Avnir
	Chirality; Symmetry; Organically doped metals, sol-gel materials and biomaterials; Fractal theory ; Far-from-equilibrium phenomena

	Institute of Chemistry
	Roi Baer
	Quantum chemistry; density functional theory (DFT); Time-dependent DFT; strong laser-molecule interactions;nanocrystals; electromagnetic interactions; charge transfer excitations and molecular electronics

	Institute of Chemistry
	Avinoam Ben Shaul
	Membranes, macromolecules and their interactions; Viruses: assembly, structure and energetics; Cell adhesion; Self-Assembling complex fluids

	Institute of Chemistry
	Victoria Buch
	Simulations of many body systems (quantum/classical); Weakly bonded clusters, particles and solids; Ice and ice-adsorbate systems; Vibrational properties of condensed phases. 

	Institute of Chemistry
	Robert B. Gerber
	Molecular processes at low temperatures; Chemistry and chemical dynamics of noble gas atoms; Vibrational Spectroscopy of large molecules; Quantum dynamics of extended systems; Dynamics in atmospheric chemistry.

	Institute of Chemistry
	Daniel Harries
	Protein folding in crowded environments; Molecular association of cyclodextrin in a crowded world; lipid-DNA; complexes; Lipid interactions;

	Institute of Chemistry
	Ronnie Kosloff
	Coherent chemistry: light induced processes; Coherent control and laser cooling; Dynamical processes on surfaces; Quantum thermodynamics; Computational and teaching methods.

	Institute of Chemistry
	Raphael D. Levine
	Chemistry in extreme conditions; Multi electronic states; Reaction dynamics; Rydberg states; congested level systems; Algebraic techniques; Information theory

	Agriculture Faculty
	Masha Niv
	Multidomain protein regulation; Protein dynamics and signal propagation; Kinase/substrates interactions and selectivity; Dynamics of GPCR signaling; Protein/peptide complexes

	School of Pharmocology
	Avital Shurki
	G-proteins - GTP hydrolysis mechanism; Metabolism of organophosphate pesticides by Butyrylcholinesterase; Cooper chaperones; ab initio VB based QM/MM 

	Institute of Chemistry
	Sason Shaik

	Quantum Chemistry, Valence Bond, DFT, structure and mechanism of metallo-enzymes, chemical bonding, catalysis


Weizmann Institute of Sciences   

Department of chemical physics
Prof. Ilya Averbuch         
Quantum wave packets, light-matter interactions                                                                                               Prof. Anatoly Burshtein    
Quantum kinetics, photochemistry

A. Prof. Gilad Haran            
Single molecules spectroscopy and imaging                                                        

Prof. Ron Naaman 
Molecular electronics

Dr, Edi Narevicius         
Atomic and molecular physics

Prof. Eli Polak       
Photoinduced molecular dynamics.

Quantum propagation’ Electron transfer
Prof. David Tannor            
Quantum dynamics of light and molecules

Prof. Jan Martin               
Theoretical and computational chemistry

Prof. Moshe Shapiro (on leave)    
Theory of photodissociation and photo- recombination  processes. Quantum theory of elementary exchange reaction
         Tel Aviv University
Prof. Abraham Nitzan       
Dynamics of molecular relaxation and transport

Prof. Eran Rabani    
Dynamics of molecular relaxation and transport

              
Structure of molecular assemblies.

Prof. Oded Hod      
Electronic structure and magnetic properties of

                              
molecules, carbon nanotubes, grapheme, etc.

Retired Professors

Em. Prof. Mordechai Bixon        
Electronic transport in molecular systems.

Em. Prof. Abraham Ben –Reuven       
Non-linear optical response of atomic and molecular systems..

Em. Prof. Joshua Jortner     
Electronic structure of atomic and molecular systems.

                               
Structure and dynamics of molecular clusters

Bar-Ilan University

Prof. Harold Basch             

Electronic structure, molecular orbital theory, valence bond theory. Effective core potentials.

      
Mechanism of metal catalyzed reactions.

                      
Structure and reactions of metal clusters, ligand

                       
assisted bond activation.

Prof. Arlene Wilson-Gordon           
Semiclassical and quantum mechanical studies of

                         
atomic systems interacting with laser beams and

                                    pulses
Dr. Dan T. Major                        
QM/MM methods combined with classical and               quantum simulations. A detailed appreciation of the mechanisms of these building blocks of life will have a substantial impact on protein engineering and on the ongoing effort to discover new, effective drugs.

Prof. Kenneth G. Kay                    
Semiclassical approximations for molecular spectra and reaction dynamics and for the electronic structure of atoms and molecules.

Prof. Amnon Albeck and Dr. Michael Shokhen





Research into the mechanism, at the molecular level, of 
catalysis and inhibition of enzymes, mainly proteolytic enzymes.




Development of novel computational tools for the 



evaluation of enzyme-inhibitor binding affinities, 



inhibitors virtual library screening and drug design

Prof. S. Hoz 
Applications of Mechanical Engineering to the   

nano-Molecular World.

Prof. Anatoly M. Belostotskii              on formational analysis of biomolecules (energy as well 





as chemical shift calculations).






Conformational dynamics of organic molecules 





(combined DNMR and ab initio studies).

.                 

Technion  Haifa

Prof.  Ytzhak Apeloig and

Dr. Miriam Karni          
Computational organic chemistry. Silicon chemistry

Prof. Tsofar Maniv               
Theory of the solid state                  

Prof. Nimrod Moiseyev      
Non hermitian quantum mechanics. Theory of 


resonances.

Associate Prof. Uri Peskin          
Quantum dynamics in nanostructure. Dissipative

           
quantum mechanics, electronic transport on the 

                           
nanoscale

Retired Professors

Em. Prof. Jacob Katriel             
Symmetry and degeneracy in DFT. Use of the

                             
representations of the symmetric group. 

Prof. Gabi Kventsel                  
Statistical theory of phase transitions, liquid crystals.                       

Em. Prof. Evgueni Nikitin   
General theory of non-adiabatic transitions.

                          
Theory of inelastic  collisions 

Em. Prof. Ruben Pauncz           
Construction of spin eigenfunctions. The alternant

         
molecular orbital method.

KOREA

Professors and Research Scientists (Permanent Positions) in Korea:

[1.1] Ab initio and density functional theory:

Yoon Sub Lee, KAIST (relativistic quantum chemistry)

Kyoung Koo Baeck, Kangneung Nat. Univ. (excited states; coupled cluster theory)

Cheol Ho Choi, Kyungbuk Nat. Univ. (large scale ab initio calculation methods).

Ho Sung Sun, Sungkyunkwan Univ (Effective Hamiltonian methods)

Kwang S. Kim, Postech (Excited state dynamics, quantum conductance, ab initio MD)

[1.2] Other ab initio theory:

Jin Yong Lee, Sunkyunkwan Univ (path sampling, transition states, rare events),

Ek Kyoon Lee, KAIST (quantum coherence)

Eunji Sim, Yonsei Univ (path integral)

[2] Applications of Ab initio and density functional theory
[2.1] functional molecules and materials

Kwang S. Kim, Postech (nanomaterials, nanodevices, bio-nano-chemistry).

Jin Yong Lee, Sungkyunkwan (functional molecules, nanosensors)

SungYul Lee, Kyung Hee Univ (quantum coherence, functional molecules)

Kee Hag Lee, WonKwang Univ (fullerenes, AFM/STM images)

Sang Yun Lee, Kyung Buk Univ (LED)

Hong Sub Kang, Junjoo Univ (nanomaterials)

JunKyung Jang, Pusan Univ (lithography)

Hyun Joo Koo, Kyung Hee Univ (inorganic matetials)

Joo Hyung Cho (Han Yang Univ)

Chem Res Lab (Kee Jung Kong, Hee Soon Lee, et al.)

ADD (Su Kyung Cho, et al.)

Samsung SAIT (Jongseob Kim. Hyosuk Lee, Hyuk Soon Cho, et al.)

Samsung Electricity (Subgsoo Park, Ji Hye Shim, et al.)

Samsung SDI (Dai Yub Shin, Seung Bum Suh, et al.)

LG (Young Kyu Hahn, et al.)

InSilico Tech (Dong Hyun Chung, Seung Hoon Choi, et al.)

Keumho Inc (Soo Noh Lee, et al.)

Crystal Genomics ( et al.)

[2.2] Molecular cluster dynamics/kinetics/scattering

Seung Cheol Park, Sungkyunkwan Univ

Jae Shin Lee, Ajou Univ

Yong Ho Kim, Kyung Hee Univ

Seung Joon Kim, Hannam Univ

Kee Hyung Song, Kyowon Univ

Kyu Sung Chung, Kun Yang Univ

Cheon Woo Lee, Ajou Univ

Soon Kee Lee, Cheonam Univ

Seong Keun Kim, Seoul Nat Univ

[2.3]Organic/Inorganic Reactions and drug design
Chan Kyung Kim, Inha Univ

Byung Jin Min, PaiChai Univ

Chaok Seok, Seoul Nat Univ

Jong In Choi, ChungAng Univ

Kee Yul Yang, Kyungsang Univ

Jong Keun Park, Kyungsang Univ

Seung Joo Cho, KIST

Sihyun Ham, Sookmyung Univ

SK Chem. (Kyung Seok Oh, et al.)

JonKeundang Inc. (Young Hoon Kim, et al.)

[3] Biomolecular dynamics and simulations: 

Seokmin Shin, Seoul Nat Univ (biodynamics, quantum reaction dynamics)

Youngsang Park, Pusan Nat Univ (protein folding, energy landscape)

Jooyoung Lee, KIAS (protein structure)

Youngdo Won (HanYang Univ)

Young Kee Kang, Chungbuk Univ (protein structure)

ChangMoon Park, Chungnam Univ (protein)

Kwang Hee Cho, Soongsil Univ (protein)

LG LifeScience (Sun Hoon Kwon, et al.) 

Crystal Genomics (Dong Kyu Shin, et al.)

[4] Statistical thermodynamics and nonlinear dynmaics

[4.1] Statisctical Thermodynamics
Kook Joe Shin, Seoul Nat Univ

Sang Yub Lee, Seoul Nat Univ

Hyowon Jang, Sooncheon Univ

Dong Jae Lee, PuKyung Univ

Byung Jib Yoon, Kangung Univ

Youn Joon Jung, Seoul Nat Univ

Song Hee Lee, Kyunsung Univ

Soong Hyuk Suh, Kyemyung Univ

Jae Un Jang, KIAS

[4.2] Nonlinear dynamics

Min Haeng Cho, Korea Univ,

Duk Whan Lee, Seokang Univ

Minoh Yang, Chunbuk Univ

Woong In Cho, Yonsei Univ

Jae Young Sung, ChungAng Univ

[5] Cheminformatics and chem.-related Bioinformatics:

Kyung Tae No, Yonsei Univ

Chang No Yoon, KIST

Dongsub Kim, KAIST

Sanguk Kim, Postech

KISTI (Sang Joo Lee, Sik Lee, et al.)

PR CHINA

Listed are only the largest groups 

(1) Xiamen University, Xiamen:

Qianer Zhang (quantum chemistry, methods and applications)

Wei Wu (valence bond theory and application, program development)

Xin Xu (computational, surface catalysis, empirical functional of DFT)

Zexing Cao (computational, mechanism of enzymatic catalysis)

Xin Lv (computational, cluster structure, surface catalysis)

Yi Zhao (quantum dynamics, electron transfer)

(2) Peking University, Beijing:

Lemin Li (quantum chemistry, methods and applications, relativity)

Wenjian Liu (relativistic quantum chemistry, program development)

Luhua Lai (MD, protein folding and protein-protein interaction)
Yun-Dong Wu (Catalysis, Protein folding, Force-field Development)

Hong Jiang (Time-dependent DFT, nano materials)

Yiqin Gao (Statistics, methodologies for multi-scaling simulations of biological systems)

(3) Nanjing University, Nanjing:

Yuansheng Jiang (quantum chemistry, valence bond-based methodology and applications)

Shuhua Li (coupled-cluster methods, linear scaling algorithm, applications)

Jing Ma (computational, quantum and statistical mechanical)

Daqian Xie (potential energy surface, Quantum dynamics, spectroscopy)

Chungen Liu (quantum chemistry density matrix renormalization group theory)

(4) University of Science and Technology of China, Hefei:

Zhonghuai Hou (nonlinear nonequilibrium dynamics, networks)

Haojun Liang (molecular simulation of polymers)

Wanzhen Liang (linear scaling, computational)

Jinglong Yang (linear scaling methods, computational, STM)

(5) Beijing Normal University, Beijing:

Decai Fang (computational, organic reactions)

Weihai Fang (computational, excited states and enzymatic catalysis)

Jiushu Shao (quantum dissipative dynamics, statistical mechanics)

Jianguo Yu (computational, program development)
Yuanhe Huang (clusters, solid state chemistry)
(6) Tsinghua University, Beijing:

Jun Li (computational, cluster structure)

Zhigang Shuai (quantum chemistry, methods and application to materials)

(7) Jilin University, Changchun:

Jiazhong Sun (quantum chemistry, methods and applications)

Zesheng Li (unstable species, polymer statistics)

Zhongyuan Lv (computational, polymer physics)

Hongxing Zhang (computational materials science)

Yihong Ding (computational, gas-phase reaction)

(8) Fudan University, Shanghai:

Zhipan Liu (computational, surface catalysis)

Kangnian Fan (computational, catalysis)

(9) Dalian Institute of Chemical Physics, Dalian:

Keli Han (quantum dynamics of chemical reactions)

Weixue Li (computational, surface catalysis)

Dong Hui Zhang (quantum dynamics of chemical reactions)

(10) Institute of Chemistry, Beijing:

Wensheng Bian (potential energy surface for quantum dynamics)

Hongxia Guo (multiscale molecular simulations)

Qiang Shi (quantum dynamics of complex systems)

Dadong Yan (polymer physics)

(11) Shanghai Institute of Materia Medica, Shanghai:

Kaxian Chen (computational, drug design)

Hualiang Jiang (computational, bioinformatics, drug design)
Jianhua Shen (Computer-aided drug design)

Weiliang Zhu (computational  biophysics, molecular dynamics)

(12) Shandong University:

Chengbo Liu (computational, electron transport in DNA)

Zhengting Cai (quantum reaction dynamics)

Jian Wu (Semiempirical valence bond)

(13) Liaoning Normal University:

Zhongzhi Yang (Conceptual Density Functional Theory and polarizable force field MD)

(14) South China Normal University (Joint Institute of Theoretical Chemistry with University of Georgia):

Qianshu Li (Theoretical chemistry)

Henry F. Schaefer (electronic structures,  computational chemistry)

Paul v. R. Schleyer (computational chemistry)

(15) Hong Kong University of Science & Technology:

Zhenyang Lin (Structure, bonding, reaction mechanism of organometallics)

Yun-Dong Wu (Catalysis, protein folding, protein force-field development)

Yijing Yan (non-linear spectroscopy, optimal quantum control, electron transfer)

(16) University of Hong Kong:

Guanghua Chen (Linear scaling of DFT for excited state, simulation of nano materials and biomolecules)
Hao Hu (QM/MM, biophysics)

(17) City University of Hong Kong:

Ruiqin Zhang (Solid state chemistry, material design)

(18) Chinese University of Hong Kong:

Zhifeng Liu (computational chemistry, nano materials, solid state chemistry)

REGION TAIWAN

Professors and Researchers in permanent and tenure-track Positions


Michitoshi Hayashi

	
	Theory and computation of surface, interface, and solution 
	


Bih-Yaw Jin

	
	Theory of linear and low-dimensional systems
	

	
	Sheng-Der Chao
	Coarse-grain simulation


Ying-chieh sun

	
	Computation of biomolecules
	


jia-jen ho

	
	Computation of small molecules and surface reactions.
	


yun-wei chiang

	
	Theory for analysis of ESR spectra
	


chin-hui yu

	
	Theoretical analysis of LBHB
	


shou-lin chang

	
	Structure and dynamic study of proteins
	


feng-yin li

	
	MD simulation of carbon nanotubes
	


Henryk Arnold Witek

	
	Theoretical modeling of carbon nanostructures
	


Chaoyuan Zhu
	
	Non-Born-Oppenheimer dynamics
	


sheng hsien lin

	
	Developing theories related to ultrafast process, strong field interactions, protein folding, etc.
	


Jen-Shiang K. Yu

	
	Computations of large organometallic compounds 
	


Hui-Hsu Gavin Tsai

	
	Amyloid simulation
	


cheng-lung chen

	
	Macromolecule simulation
	


Hsin-Yi Liao

	
	Computation for hydrogen storage systems
	


Jia-Lin Chang

	
	Developing computation scheme for Frank Condon factor
	


shyi-long lee

	
	Computation for nanoclusters and small molecules
	


Wei-Ping Hu

	
	Developing of multi-level computational method
	

	National Dong Hwa U
	agnes hsiu-hwa chang
	Computation of IB group compounds


Ming-Yu Kuo

	
	Computation of surface reactions
	


yao-yuan chuang

	
	Dynamic computation
	


Ming-Der Su

	
	Computation of carbon nanotubes and chemical reactions
	

	
	shun li wang
	Computation of excited state molecules


sheh-yi sheu

	
	MD simulation of proteins
	


ching-han hu

	
	Computation of oxidation reactions
	


jyh-chiang jiang

	
	Computation of metal supported catalysis
	


hsiu-yao cheng

	
	Computation of molecular sieves
	


wen-shyan sheu

	
	Theory of hydrated anions
	


Hsiao-Ching Yang

	
	Computations of biosensor related systems
	


shih-i lu

	
	Quantum Monte Carlo theory 
	


bo-cheng wang

	
	Computations of nonomaterials
	


jyh-shing lin

	
	Computations and dynamic study of surface chemical reactions
	


Szetsen Steven Lee

	
	Plasma chemistry
	


Hsing-Yin Chen

	
	Computation of DNA base pairs
	


Ying-Ting Lin

	
	Arsenic Proteome
	

	Naval Academy U
	Chia Ching Su
	Computations of crown ethers


Min-Hsien Liu

	
	Computations of energetic molecules
	

	Academia Sinica
	ito chao
	Computation guided molecular design and supramolecules

	
	Chao-Ping Hsu
	Theories related to excited states and in solids.


kuo kan liang

	
	Theory of nuclear dynamics 
	

	
	Carmay Lim
	Computations of protein

	
	dah-yen yang
	MD simulation of biomolecules


JAPAN   list of major research groups (only senior staffs in a group are given)
Hokkaido University

T. Taketsugu, T. Noro;

electronic structure, chemical reactions

Tohoku University

H. Kono, Y. Ohtsuki;

dynamics of molecules in laser field

A. Morita;

simulations, condensed phase

University of Tokyo

K. Hirao, T. Nakajima, T. Tsuneda;

methodologies, DFT, nano systems

K. Yamashita, H. Ushiyama;

dynamics, nano devices,

K. Takatsuka;

dynamics, molecules in strong laser field

Tokyo Metropolitan University

M. Hada;

relativistic effect, electron correlation

Waseda University

K. Nakai;

methodologies, chemical reactions

Keio University

S. Yabushita;

relativistic effect, spectroscopy

Nagoya University

S. Ten-no;

methodologies, correlation

T. Nagaoka;

simulations, bio systems

N. Koga;

transition metal complex, catalysis

Institute for Molecular Science

S. Nagase;

nano systems, chemical bonding

K. Nobusada;

material, condensed phase

S. Saito;

simulation, nonlinear spectroscopy

M. Ehara;

excited states, spectroscopy, 

Kyoto University

S. Sakaki, H. Sato;

transition metal complex, salvation model

J. Hasegawa;

bio-systems, SAC-CI

S. Kato, S. Hayashi;

chemical reactions, salvation, bio systems

Y. Tanimura, K. Ando;

statistical mechanics, spectroscopy

K. Kitaura;

fragment MO method, bio systems;

K. Morokuma;

chemical reactions, nano and bio simulation

T. Ishida;

chemical reactions, dynamics

H. Nakatsuji

explicitly correlated WF, SAC-CI

Osaka University

M. Okumura;

material, spin properties

M. Nakano;

nonlinear spectroscopy, nono systems

Hiroshima University

M. Aida;

bio systems, QM/MM

Kyushu University

H. Nakano;

methodologies, electron correlation

K. Yoshizawa;

bio-inorganic systems, QM/MM

E. Miyoshi, Y. Aoki;

material, polymer

M. Aoyagi, S. Nanbu;

dynamics, solvation

CANADA

Only those universities are listed where significant QMS is pursued.  All these universities are Provincial ones and different Provinces have different policies concerning retirement age. Some senior scientists which are officially retired yet still active are marked with a R.

ALBERTA

     University of Alberta 

          Marius Klobukowski  –Prof.- pseudopotentials, basis sets, confined systems                                                                     

          Alex Brown  -Assist. Prof. – photochemistry, laser  control, dynamics                                                   

      University of Calgary               

           Tom Ziegler  -  Prof.- Canada research chair  - DFT,  Theoretical inorganic chemistry

           Dennis Salahub – Prof.- DFT  

           Arvi Rauk (R, Prof.)  -  electronic structure of biomolecules

BRITISH COLUMBIA

     University of British Columbia  

           Bernard Shizgal   (R,Prof.))  - statistical mechanics

           Grenfell Patey -    Stat. mech. of liquids

           Moshe Shapiro – Prof.-Canada Res. Chair – Quantum control

           Mark Thachuk – Assoc.. Prof. – dynamics of chemical reactions

           Yan Alexander WAng– Assoc. Prof. – Ab initio QChem, DFT, complex systems                                          

           Roman Krems – Assist. Prof. – Quantum dynamics, spectroscopy     

       Simon Fraser University

           Gulzari Malli  (R,Prof.) -  relativistic QM 

           Joshua Wilkie – Assist. Prof. -  Computational chemistry

MANITOBA   

     University of Manitoba

          Kathleen Gough – Ab initio, computational modeling, spectroscopy 

          John Cullen – Assoc. Prof. –  (Mike Zerner’s PhD)

          H. Georg Schreckenbach – Assoc. Prof. – Computational Chemistry, DFT, actinides, NMR 

NEW BRUNSWICK

     University of New Brunswick (Fredericton)

          Friedrich Grein – (R),Prof.) chemical reactions, stereoelectronic  effects in organic chemistry, 

                                                ESR, molecular spectroscopy

          Ajit J. Thakkar – Prof – intermolecular forces, polarizabilities, momentum densities etc.    

NEWFOUNDLAND

     Memorial University of Newfoundland

          Paul Mezey – Prof. – Chief editor of J. Math. Chem – Canada Research Chair  -  Scientific                                                                                                                                          

                                             Modelling and simulation,  combinatorial Q. Chem.

         Raymond A. Poirier -  Prof. - theoretical computational chemistry

NOVA SCOTIA

     Dalhousie University

          Axel D. Becke –Prof.. – Killam Chair -  electronic structure, methodology, density functionals

          Russell J. Boyd – A. McLeod Prof. -  computational and theoretical chemistry

Donald Weaver – Canada Research Chair in Clinical Neuroscience – computational studies                                                                     of  drugs for chronic neurological disorders
ONTARIO

     Carlton University

          James S. Wright – Chancellor’s Prof. -  Theoret. and computational Chemistry, cellular

                                                                           biochemistry                                                      

     University of Guelph

          John D. Goddard – Prof. -  computational chemistry, DFT, etc.

          S. Goldman – Prof. – Statistical mechanics          

     McMaster University

          Richard F. W. Bader – (R, Prof.) – “there are no bonds – only bonding”

          Randal S. Dumont – Assoc. Prof. – dynamics and simulation

          Paul W. Ayers – Canada Res. Chair in Theoret. Chemistry and  Chem. Biology, chem. 

                                      dynamics

     University of Ottawa

            David Bishop  – (R,Prof.)) –  property calculations, deceased
            Tom Woo – Assoc. Prof. – Canada Res. Chair in catalyst modeling and 

            computational chemistry – practical applications of  DFT

            Alain St-Amant -  Prof. and Chair – molecular mechanics

     Queen’s University

           Tucker Carrington, Jr. -  Prof. – high-dimensional quantum dynamics,

                                                              spectroscopy, photodisscociation

           Nicholas J. Mosey – Assist. Prof. -  Computational Ch., DFT

           Natalie Cann – Assoc.Prof.. – Structure and dynamical properties of chiral fluids

     University of Toronto

           Raymond Kapral -  Prof. – molecular dynamics, stat. mech.

           Paul Brumer – Prof. – Chem. control

           Stuart Whittington – Prof. -  stat. mech of polymers

           Jeremy Schofield – Assoc. Prof. -  mol. dynamics of complex and biological systems

           Dvira Segal – Assist. Prof. -  dynamics and dissipative systems

     University of Waterloo

          Jiri Cizek - (R,Prof.) -  present research: divergent  perturbation series,  asymptotics

          Josef Paldus  - (R,Prof.))  member of IAQMS  -  correlation problem, coupled cluster                                                                                                   .                                          methodology, Lie group applications etc.

          Robert J. Leroy – Prof. – theoret. and computational chem. phys.

                                                   applications to spectroscopy  

          Frederic McCourt – (R, Prof). -  statistical mechanics.

          Marcel Nooijen -  Assoc. Prof. –- electronic structure, QC  methodology, vibronic coupling 
           and nonadiabatic dynamics
           Piere-Nicholas Roy –Assoc. Prof. – quantum dynamics and stat. mech.                                                 

     University of Western Ontario

          William J. Meath -  (R,Prof.) -  laser molecule interactions, intermolecular forces

           James D. Talman –  (R,Prof.)  -  electronic structure of atoms, relativistic effects,

                                                       computational methods

QUEBEC

     Concordia University 

          Gilles H. Peslherbe – Assoc. Prof – Concordia Res. Chair – el. structure

                                              simulations, chem.. dynamics

     McGill University

          Byung C. Eu  –  (R,Prof)  -   nonequilibrium stat. mech.

          Brian C. Sanctuary -  Prof. -  foundations of QM – Bell theorem – NMR

          M. A. Whitehead  –  (R,Prof.)  -   self-assembly and association, nanosystems

          David M. Ronis – Prof. – statistical mechanics

     Université de Montreal  

           Matthias Ernzerhof – Assoc. Prof .-  El. Structure, methodology – 

                                                               DFT (exchange correlation functionals)

     Université de Sherbrook

           André D. Bandrauk -  Prof. – Canada Research Chair -  strong laser field

                                 Interactions, nonadiabatic processes, Coulomb explosion

CUBA 

. The list of most active Cuban scientists in the related fields is given below.  It is partial and contains only those PhD’s with significant papers published in international journals.

Theoretical Quantum and Computational Molecular Sciences in Cuba

	Full name
	Institution
	e-mail
	Research field

	Yoanna Álvarez
	Universidad de La Habana, Facultad de Química, Havana 10400
	yoanna@fq.uh.cu
	Drug design, statistical methods and QSAR

	Miguel Ángel Cabrera
	Universidad Central de Las Villas, Centro de Bioactivos Químicos, Villa Clara
	macabrera@uclv.edu.cu
	Drug design, statistical methods and QSAR

	Ramón Carrasco
	Universidad de Ciencias Informáticas, La Habana
	rcarrasco@uci.cu
	Drug design, statistical methods and QSAR

	Edelsys Codorniu
	Instituto de Ciencias y Tecnología Aplicada, Havana 10600, Cuba
	edelsys@instec.cu
	Molecular interactions and prediction of crystal structures

	Rachel Crespo
	Universidad de La Habana, Facultad de Química, Havana 10400, Cuba
	rachel@fq.uh.cu
	Molecular interactions of small molecules

	Lourdes Alicia Díaz
	Universidad de La Habana, Facultad de Química, Havana 10400, Cuba
	lourdes@fq.uh.cu
	Modelling of UV spectra of organic compounds

	América García
	Universidad de Oriente, Facultad de Ciencias, Santiago de Cuba
	america@cnt.uo.edu.cu
	Molecular modelling of organic reactions and structures

	Augusto González
	Instituto de Cibernética, Matemática y Física, Havana 10440
	agonzale@icmf.inf.cu
	Quantum mechanical methods and procedures

	Elena Izquierdo
	Universidad de La Habana, Facultad de Química, Havana 10400, Cuba
	elenaik@fq.uh.cu
	Fractal dimension of complex systems

	Anabel Lam
	Universidad de La Habana, Instituto de Ciencias y Tecnología de Materiales, Havana 10400, Cuba
	anabel@fisica.uh.cu
	Molelling of microporous materials

	Kalet Leon
	Centro de Inmunología Molecular, Havana 11300, Cuba 
	kalet@cim.sld.cu
	Modelling of complex systems and physiology of immune systems

	Yovani Marrero
	Universidad Central de Las Villas, Facultad de Farmacia, Villa Clara
	yovanimp@uclv.edu.cu
	Drug design, statistical methods and QSAR

	Luis Alberto Montero
	Universidad de La Habana, Facultad de Química, Havana 10400, Cuba
	lmc@fq.uh.cu
	Methods of computational modeling. Simplified Hamiltonians for molecular states and molecular interactions

	Ernesto Moreno
	Centro de Inmunología Molecular, Havana 11300, Cuba 
	emoreno@cim.sld.cu
	Molecular dynamics of proteins and docking of drugs in proteins

	José Manuel Nieto
	Universidad de La Habana, Facultad de Química, Havana 10400, Cuba
	nieto@fq.uh.cu
	Fractal dimension of complex systems

	Estael Ochoa
	Universidad de La Habana, Facultad de Química, Havana 10400, Cuba
	estael@fq.uh.cu
	Molecular modelling of organic reactions and structures

	Pedro Ortiz
	Universidad de La Habana, Facultad de Química, Havana 10400, Cuba
	pedro@fq.uh.cu
	Nuclear Magnetic Resonance spectroscopy and theoretical prediction of properties of materials

	Carlos Pérez
	Universidad de La Habana, Facultad de Química, Havana 10400, Cuba
	cp@fq.uh.cu
	Nuclear Magnetic Resonance spectroscopy and theoretical prediction of protein structures

	Germán Rojas
	Instituto de Ciencias y Tecnología Aplicada, Havana 10600, Cuba
	german@instec.cu
	Classical and Quantum Dynamics and Photodynamics 

	Alberto Rolo
	Instituto de Ciencias y Tecnología Aplicada, Havana 10600, Cuba
	rolo@instec.cu
	Pattern recognition of molecular systems

	Jesús Rubayo
	Instituto de Ciencias y Tecnología Aplicada, Havana 10600, Cuba
	jrs@instec.cu
	Classical and Quantum Dynamics and Photodynamics 

	Ángel Rabdel Ruiz
	Universidad de La Habana, Instituto de Ciencias y Tecnología de Materiales, Havana 10400, Cuba
	rabdel@imre.oc.uh.cu
	Molelling of microporous materials


SOUTH AMERICA
CHILE
Here is a list of the most significant groups working in the field of Theoretical Chemistry.

	Full name
	Institution
	e-mail
	Research field

	Patricio Fuentealba


	Universidad de Chile

Facultad de Ciencias

Departamento de Física
	pfuentea@uchile.cl
	Development and implementation of Density Functional Theory in Atoms, molecules and clusters.



	Renato Contreras
	Universidad de Chile

Facultad de Ciencias

Departamento de Química


	rcontrer@uchile.cl
	Static response functions in the context of Density Functional Theory. Intrinsic chemical reactivity in condensed phases.


	Juan Sebastián Gómez
	Universidad de Chile

Facultad de Ciencias

Departamento de Química


	facien03@uchile.cl
	Quantum Pharmacology: Structure-activity, studies in carbon nanostructures and other related theoretical studies of natural toxins and poisons. History of science between 1933 and 1945. 



	Fernando Mendizábal
	Universidad de Chile

Facultad de Ciencias

Departamento de Química
	hagua@uchile.cl
	Inorganic physical chemistry theory of weak interactions with heavy metals. Chemical reactivity indices and ab initio materials and metallic clusters. Relativistic quantum chemistry.



	Gerald Zapata
	Universidad de Chile

Facultad de Ciencias Químicas y Farmacéuticas

Departamento de Química Analítica e Inorgánica


	gzapata@uchile.cl
	Molecular modelling studies on the effects of ligand-binding site conformations on functional selectivity. Molecular Dinamic.



	Ricando Letelier
	Universidad de Chile

Facultad de Ciencias Físicas y Matemáticas

Departamento de Ciencia de Materiales
	jletelie@ing.uchile.cl 
	Theory of Potential. Chemical Modeling Molecular. Quantum chemistry. Theoretical chemistry.



	Octavio Vásquez
	Universidad de Chile

Facultad de Ciencias Físicas y Matemáticas

Departamento de Ciencia de Materiales


	ovasquez@dqb.uchile.cl 
	Energy transfer phenomena in nanostructures

	Roberto Acevedo
	Universidad Mayor

Facultad de Ingeniería
	Roberto.acevedo@

umayor.cl
	Molecular theoretical spectroscopy. Dynamic of crystals. Molecular physics and applications to atomic spectroscopy. 

	Gloria Cárdenas
	Universidad de Santiago

Facultad de Química y Biología

Departamento de Materiales
	gloria.cardenas@usach.cl
	The application of quantum chemistry to characterize the molecular and electronic structures and predict the chemical reactivity.



	Leonor Contreras
	Universidad de Santiago

Facultad de Química y Biología

Departamento de Materiales
	leonor.contreras@usach.cl
	Computational Chemistry including software development focused in: Isomer generation considering stereochemisty. Topological index and quantitative structure-activity relationships. Molecular design and modeling. 



	Diego Venegas
	Universidad de Santiago

Facultad de Química y Biología

Departamento de Materiales


	  

diego.venegas@usach.cl 


	Molecular electronic structure and magnetism.



	Alejandro Toro
	Pontificia Universidad Católica de Santiago

Facultad de Química


	atola@uc.cl 
	Theoretical chemistry and computer.

Development of models for the theoretical analysis of reactions using the Density Functional Theory. Computational chemistry: molecular characterization of structures and nanostructures.



	María Soledad Gutiérrez 
	Pontificia Universidad Católica de Santiago

Facultad de Química


	msg@uc.cl
	Theoretical chemistry and computer. Density Functional Theory in reactions. 



	Bárbara Herrera
	Pontificia Universidad Católica de Santiago

Facultad de Química


	bherrera@uc.cl
	Theoretical chemistry and computer. Materials science, catalysis and reaction mechanisms.



	Pablo Jaque   
	Universidad Andrés Bello

Facultad de Ecología y Recursos Naturales

Departamento de Química
	pjaque@unab.cl
	Theoretical and computational electrochemistry. 

Characterization of chemical reactions through reactivity descriptors.



	Juan Carlos  Santos
	Universidad Andrés Bello

Facultad de Ecología y Recursos Naturales

Departamento de Química


	jsantos@unab.cl
	Electron delocalization. Aromaticity in clusters.

	Patricia Pérez  
	Universidad Andrés Bello

Facultad de Ecología y Recursos Naturales

Departamento de Química


	p.perez@unab.cl
	Theoretical Physical Organic Chemistry

Models of Chemical Reactivity in Density Functional Theory

Theoretical Chemistry.



	Eduardo Chamorro
	Universidad Andrés Bello

Facultad de Ecología y Recursos Naturales

Departamento de Química


	echamorro@unab.cl
	Density Functional Theory and Chemical Reactivity



	Ramiro Arratia-Pérez
	Universidad Andrés Bello

Facultad de Ecología y Recursos Naturales

Departamento de Química


	raaratia@unab.cl
	Relativistic Quantum Chemistry. Theoretical Inorganic Chemistry.



	William Tiznado
	Universidad Andrés Bello

Facultad de Ecología y Recursos Naturales

Departamento de Química
	wtiznado@unab.cl
	Theoretical and Quantum Chemistry studies on atomic clusters.



	Fernando D. Gonzalez-Nilo


	Universidad de Talca

Centro de Bioinformática


	dgonzalez@utalca.cl
	Molecular simulation of K+ channels, local solvation study on protein applied to protein-protein interaction, rational design of inhibitors and bioinformatics analysis. 



	Arie Aizman
	Universidad Técnica Federico Santa María


	arie.aizman@usm.cl
	Theoretical chemistry. Chemical reactivity. Electronic structure.

	Antonio Buljan
	Universidad de Concepción

Facultad de Ciencias Químicas

Departamento de Físico Química


	abuljan@udec.cl
	Inorganic Electronic Structure of Solids lamellar. d10-d10 interactions in materials of Cu(I). 



	Adelio Matamala
	Universidad de Concepción

Facultad de Ciencias Químicas

Departamento de Química

Orgánica
	amatamal@udec.cl
	Lie-algebraic method in Quantum Chemistry: Using the formalism of the Lie, applies the concept of continuous symmetry to study the quantum dynamics of small molecular systems.



	Joel Alderete
	Universidad de Concepción

Facultad de Ciencias Químicas

Departamento de Físico Química


	jalderet@udec.cl
	Spectroscopic studies and computational chemistry in cyclodextrins. 
Studies on structure activity/property (QSPR and QSAR).



	Julio Guillermo Contreras
	Universidad de Concepción

Facultad de Ciencias Químicas

Departamento de Química Analítica e Inorgánica


	gcontrer@udec.cl
	Vibrational spectroscopy. 
Theoretical chemistry

	Eduardo Delgado
	Universidad de Concepción

Facultad de Ciencias Químicas

Departamento de Físico Química


	edelgado@udec.cl
	Computational chemistry (QSPR models, quantum chemistry).



	Luis Padilla
	Universidad de Antofagasta  Facultad de Ciencias

Departamento de Química
	lpadilla@uantof.cl
	Theoretical chemistry, physical and chemistry of surfaces.   



	Paola Campodonico
	Universidad del Desarrollo

Instituto de Ciencias Facultad de Medicina
	pcampodonico@udd.cl
	Chemical reactivity and study of reaction mechanisms in organic systems through the use of methods of quantum chemistry. 



COLOMBIA
Here is a list of the most significant groups working in the field of Theoretical Chemistry. 

  

Bogota 

Universidad Nacional de Colombia 

Edgar Daza (mathematical chemistry) 

Andres Reyes (nuclear quantum effects, isotope effects) 


Bucaramanga
Universidad UIS 

· Cristian Blanco (molecular dynamics) 

· Martha Daza (molecular dynamics) 


Cali
Universidad del Valle 

Julio Arce (conducting polymers, quantum dots) 


Universidad Santiago de Cali 

· Martha Zambrano (quantum dots) 


Cartagena
Universidad de Cartagena 

· Ricardo Vivas (QSAR) 


Medellin
Universidad de Antioquia 

· Albeiro Restrepo (atomic and molecular clusters) 

· Jose Lopez (classical and quantum dynamics) 

· Cacier Hadad (materials) 

· Gloria Moyano (quantum dynamics) 

· Doris Guerra (reactivity) 

· Jose Luis Sanz (photodissociation) 


Universidad EAFIT 

· Jorge David (relativistic effects) 

Pamplona
Universidad de Pamplona 

· Guillermo Restrepo (mathematical chemistry) 
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