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Degrees
1976
Researcher of Chemistry; Lobachevsky University, 603000 Nizhnii-Novgorod, Russia

1981
Ph. D. of Physical Chemistry; Kurnakov Institute of General and Inorganic Chemistry of the Russian Academy of Sciences, 125334 Moscow, Russia 

1997
Senior Researcher of Chemistry; Institute of Physiologically Active Compounds of the Russian Academy of Sciences, 142432 Chernogolovka, Moscow Region, Russia

2007
Doctor of Physical Chemistry; doctoral thesis: ”Thermodynamics of Supramolecular Complexes of Crown-Ethers And Their Macrocyclic and Acyclic Analogues”
2011
Leading Scientist; Institute of Physical Chemistry and Electrochemistry of the Russian Academy of Sciences

Leninsky prosp. 31/4, 119991 Moscow, RUSSIA
Present appointment
2004 - Present

Leading Scientist in Institute of Physical Chemistry and Electrochemistry of the Russian Academy of Sciences

Leninsky prosp. 31/4, 119991 Moscow, RUSSIA

Previous appointments

1980
Engineer of Chemistry; Institute of New Chemical Problems of the Russian Academy of Sciences 142432 Chernogolovka, Moscow Region, Russia

1982
Researcher of Chemistry; Institute of Physiologically Active Compounds of the Russian Academy of Sciences

142432 Chernogolovka, Moscow Region, Russia

1985
Senior Researcher of Chemistry; Institute of Physiologically Active Compounds of the Russian Academy of Sciences
142432 Chernogolovka, Moscow Region, Russia 

2000 – 2004 Head of the Group of Supramolecular Thermodynamics, Institute of Physiologically Active Compounds of the Russian Academy of Sciences
142432 Chernogolovka, Moscow Region, Russia 

Fellowships

1994
FR Organische Chemie, Universität des Saarlandes

D-66041 Saarbrücken, Germany

1996
The University of Tsukuba
Tsukuba, Ibaraki 305-8577 Japan
2000
Academic Software
Sourby Old Farm, Timble, Otley, Yorks, LS21 2PW, UK
Invited Professorships
1998
Laboratoire de Chimie Supramoleculaire, Institute of Chemistry, Louis Pasteur University
Strasbourg 67000, France

1999 - 2001
Laboratoire de la Modelisation et de Simulations Moleculaires, Institute of Chemistry, Louis Pasteur University
Strasbourg 67000, France

2002 - 2011
Laboratoire d’Infochimie, Université de Strasbourg, UMR7177 CNRS/UdS

Strasbourg 67000, France
Current Research Interests
Design of new chemical compounds and predictions of properties of substances and materials by methods of chemoinformatics:

- Prediction of physical, chemical and biological properties
- Descriptors for QSPR modeling
- Development Machine-Learning approaches
- Software development
Themes of researches
- QSPR modeling of the stability constants of the complexes of metal cations with organic ligands
- Substructural Molecular Fragments as descriptors for QSPR modeling
- Consensus QSPR modeling by Multiple Linear Regression Analysis (MLR), development of combined forward and backward stepwise variable selection techniques

- Development of Predictors of physical and chemical properties by Chemoinformatics methods

Directions of research

1975 - 1976 - The Study of Thermodynamic Properties of Metal Containing Polymers

The Institute of Chemistry at Lobachevsky University, 603000 Nizhnii-Novgorod, Russia
1976 - 1980 - The Investigations of Uranium and Thorium Organometallic Compounds: Synthesis of Thorocenes and Uranocenes, and the Studies of their Thermochemical Properties
Kurnakov Institute of General and Inorganic Chemistry of the Russian Academy of Sciences, 125334 Moscow, Russia
1981 - 1982 - The Investigations of Thermochemical Properties of Tin Compounds; Institute of New Chemical Problems of the Russian Academy of Sciences
142432 Chernogolovka, Moscow Region, Russia
1982 - 2004 - The Study of Thermodynamic Properties of Supramolecular Complexes (Macrocyclic Ionophores and their Cyclic and Acyclic Analogues, Hydrogen Bonding)
Institute of Physiologically Active Compounds of the Russian Academy of Sciences, 142432 Chernogolovka, Moscow Region, Russia
1998 - 2004 - Quantitative Structure - Property Modeling on Thermodynamics of Supramolecular Complexes
Institute of Physiologically Active Compounds of the Russian Academy of Sciences, 142432 Chernogolovka, Moscow Region, Russia
1992 - 2010 - The Development of Chemical Databases and Software in Coordination Chemistry

Russian Institute for Scientific and Technical Information (VINITI) of the Russian Academy of Sciences, 125219 Moscow, Russia
2004 - Present - Quantitative Structure - Property Modeling on Thermodynamics of Supramolecular Complexes; Prediction of physic-chemical properties by Chemoinformatics methods; Development of Chemoinformatics methods; Predictive tools for metal cation recognition by ionofors
Institute of Physical Chemistry and Electrochemistry of the Russian Academy of Sciences, 117915 Moscow, Leninsky prosp. 31a, RUSSIA

Teaching experience

Lectures on computer programming in DELPHI language

Preparation of teaching course on databases in chemistry, D.E.S.S. InfoChimie, University of Strasbourg, FRANCE

The participation in the teaching and training of graduate students (Grigor'ev V., Kireev D., Solotnov A., Vnuk E., Fourches D., Hoonakker F., Gaudin C., Kireeva N., Oprisiu I., de Luca A., Ruggiu F.)
Organization of the scientific meetings

1992 - Secretary of the Organizing Committee of the IX All-Union Conference on the Chemical Informatics, 11-15 January
142432 Chernogolovka, Moscow Region, 142432 Russia

2008 - Technical help in organization of Strasbourg Summer School on Chemoinformatics: CheminfoS3

VVF Obernai, France, 22-25 June 2008 

2010 - Technical help in organization of 2nd Strasbourg Summer School on Chemoinformatics
VVF Obernai, France, 20-24 June 2010
Research Grants and Support 

1979 - 1989 - The Academy of Sciences of USSR; All-Union Program: “Macrocyclic Complexation Agents and Their Analogues”
1989 - 1992 - The State Committee on Science and Technique of USSR; The State Scientific and Technical Program: “New Materials on the Base of Crown-Ethers”
1993 - The International Science Foundation; Individual Grant
1994 - The International Science Foundation; Grant Number MTH000: “Structural and Thermodynamic Analysis of Cationic Selectivity of New Phosphoryl-Containing Neutral Podands in Nonaqueous Solvents”
1994 - The Russian Foundation for Basic Research; Grant number 94-03-08848: “Structural and Thermodynamic Analysis of Cationic Selectivity for Phosphoryl-Containing Neutral Podands in Nonaqueous Media”
1994 - 1998 - Volkswagen-Stiftung grant 68 951, Hannover: "Empirische und Semiempirische Evaluierung von Ionophor-Komplexen"
1995 - The International Science Foundation; Grant number MTH300: “Structural and Thermodynamic Analysis of Cationic Selectivity of New Phosphoryl-Containing Neutral Podands in Nonaqueous Solvents”
1995 - 1997 - INTAS grant; Grant number INTAS-94-3249: “Design of the Receptors for Metal Cations Based on Organophosphorous Podands”
1995-1997 - INTAS grant; Grant number INTAS-94-1914: “Allosteric Ionophores”
2000 - IUPAC TGM2000-004-2-500: ”IUPAC Stability Constants Database Completion of Data Collection up to 2000”
2004 - Bource de stage (Ambassade de France a Moscou - Russie) in Louis Pasteur University, Strasbourg 67000, France
2004 - GDR PARIS: "Database in Chemistry"
2005 - Government of Moscow: "The Program Package for the Calculations of the Stability Constants and Related Thermodynamic Quantities by Different Experimental Methods for the Study of Chemical Equilibria in Solutions"
2006 - Bource de stage (Ambassade de France a Moscou - Russie) in Louis Pasteur University, Strasbourg 67000, France
2007 - 2009 - ARCUS Alsace / Russie - Ukraine 
2001 – 2010 - European Research Association: Supramolecular Systems in Chemistry and Biology (GDRE SupraChem)
2009 - 2011- Project no. 09-03-93106 of the Russian Foundation for Basic Research: "Predictive Tools For Metal Cation Recognition By Ionofors"
Collaboration
1991 - 2010 - Collaboration with Prof. M. V. Alfimov and Dr. N. N. Kochanova
Russian Institute for Scientific and Technical Information, Moscow, 125219 Russia


Development of Chemical Databases and Software

1994 - 2000 - Collaboration with Prof. H.-J. Schneider

Universität des Saarlandes, D-6600 Saarbrücken, Germany


Empirical and Semiempirical Methods in Supramolecular Chemistry

2000 - Collaboration with Profs. L. D. Pettit and G. Pettit

Academic Software, Sourby Old Farm, Timble, Otley, Yorks, LS21 2PW, UK


Development of Editor for Chemical Structures for IUPAC Stability Constants Database

1994 - 2002 - Collaboration with Prof. G. Wipff

Laboratoire de la Modelisation et de Simulations Moleculaires, Institut de Chimie, Université Louis Pasteur, 4, rue Blaise Pascal, Strasbourg, 67000, FRANCE


1. Design of the Receptors for Metal Cations Based on Organophosphorous Podands


2. Development of Databases on Thermodynamics of Host-Guest Complexation

1998 - Present - Cooperation with Prof. A. Varnek
Laboratoire d’Infochimie, UMR 7177 CNRS, l’Université de Strasbourg, 4, rue B. Pascal, Strasbourg, 67000, France

1. Development of Chemoinformatics methods

2. QSPR Modeling


3. Software development
Scientific publications and production

- Publications:


1 book, 3 reviews, 2 patents, 78 articles
- Communications: 


Scientific International Congresses - more than 25

Scientific Congresses in Russia - more than 35
- Computer Programs:


ISIDA/QSPR for QSPR consensus modeling by Multiple Linear Regression Analysis

The data manager EdiSDF for Structure-Data Files


The Chemical Editor EdChemS


The Predictor of Properties FMF using developed QSPR models


Database THECOMAC on the Thermodynamics of the Complexation of Macrocyclic Ligands with Metal Ions

- Documents by INTERNET:


http://infochim.u-strasbg.fr/spip.php?rubrique41

http://vpsolovev.ru/programs/


ISIDA/QSPR for QSPR consensus modeling


The data manager EdiSDF for Structure-Data Files


The Chemical Editor EdChemS


The CombiLib program for a generation of virtual chemical compounds (Libraries)



The FMF program for predictions of properties using developed ISIDA/QSPR models


http://infochim.u-strasbg.fr/spip.php?rubrique22


Solvent Extraction Database

http://vpsolovev.ru/programs/


The ChemEqui program for computations of equilibrium constants




