



CURRICULUM VITAE

ANATOLI A. KORKIN
Present
Business: DigitalDNA Lab, SPS Motorola Inc.
Address:
MD EL722, 2100 E. Elliot Rd, Tempe, AZ 85284



Tel:  (480) 413-2693 (office); Fax: (480) 413-4511; 



E.mail: anatoli.korkin@motorola.com


Home: 1683 E. Spur St., Gilbert, AZ 85296; Tel/Fax: 480-539-4754;



E.mail:  a_korkin@yahoo.com




CAREER OBJECTIVES

Challenging position combining technical skills in computational and physical chemistry and materials design with unique networking capabilities and project and team management skills. Can start a project from ground zero, find needed resourses and build professional teams and networks in the required areas of expertise.

SKILLS

Technical:
Expert in the broad areas of computational and physical chemistry with applications in microelectronics, high energy materials (rocket propellants, explosives and metastable compounds), gas and solid state chemistry, main group and transition elements chemistry, biologically active molecules and biosensors.

Software:
GAUSSIAN, Cerius2/Molecular Studio, GAMESS, SIESTA, VASP and other computational chemistry programs

Computers:
User knowledge of UNIX, MS Windows, Linux,  Internet tools.  

Languages:
Fluent in Russian, English, German, read and speak French.

Others:
Program and team management including remote (internet based), professional networking, fund raising.   






HIGHER EDUCATION

1978-1981
Graduate studies at the Lomonosov Moscow State University, Department of Biology, Chair of Biophysics;  Ph.D. in Biophysics in 1981; Thesis topic: "Structure of Photosynthetic Molecules and the Mechanism of the Primary Charge Separation in the Reaction Centers of Photosynthetic Bacteria"; Supervisor: Prof. A.B. Rubin.
1972-1978
Studies at the Mendeleev Moscow Chemical Technology Institute, Department of Physical Chemistry, Chair of Chemistry of Rare and Radioactive Elements; M.S. in Physical Chemistry in 1978; Thesis topic: "Quantum Chemical Models of the Electron Density in the Crystals of HCOOLi-H2O"; Supervisor Prof. R.P. Ozerov.

PROFESSIONAL APPOINTMENTS 
1997-

Project Manager & Senior Research Scientist (staff engineer), DigitalDNA Present
Labs, Motorola, Inc., Tempe, Arizona.

Research: Molecular modeling for electronic material design. Theoretical study of mechanism and kinetics of chemical vapor deposition (CVD) of advanced electronic materials. Correlation of molecular and material properties. Software design for processes, materials and device design

1993-1995
Research Fellow in the group of Prof. Kurt Schaffner; Max-Planck Institut 

für Strahlenchemie, Stiftstrasse 34-36, Mülheim an der Ruhr, D-45470, 


Germany.



Research: Molecular modeling of biologically active oligopyrroles. 



Vibrational analysis of the phytochrome's chromophore and model species. 


Structures and stabilities of carboranes. Theoretical ab initio  study of radical 


reactions of siloxanes. Substituent effects in carbanions. Theoretical 



chemistry of strained molecules. Theoretical chemistry of metastable 



molecules. Atmospheric chemistry and high energy species.

1995-1997 Research Associate of Prof. Rodney J. Bartlett, Quantum Theory 



Project, University of Florida, Gainesville,  Florida, 32611



Research: Theoretical Chemistry of metastable molecules. Decomposition



pathways of explosives and propellants. Computational search for new high



energy density materials. Correlations of structure and properties of high



energy materials.

1991-1993
Deutsche Forschungsgemeinschaft (DFG) postdoctoral associate, then 



Alexander-von-Humboldt Fellow in the group of Prof. P.v.R. Schleyer; 



Institut für Organische Chemie der Friedrich-Alexander-Universität, 



Henkestrasse 42, Erlangen D-91054, Germany.



Research: Evaluation of ( bond energies of first and second row 




compounds; comparisons of conjugated and aromatic carbon and silicon 



species; structural correlations in the series of molecules (C vs B and C vs Si 


species, substituent effects in CH3X, C2H5X, C2H3X, and C2HX 




molecules, etc.); conjugation effects in organic amide derivatives; cyclic and 


high energy boron hydrides; phosphorus diylide and related species; noble 



gases halogenides.

1981-1991
Research associate in the laboratory of Prof. E.N. Tsvetkov, 1981-1985; then Senior Researcher (independent research), 1998-1991; Institute of Physiologically Active Substances Russian Academy of Sciences, Chernogolovka, Moscow Region 142432, Russia.



Research: Theoretical chemistry of phosphorus and related elements; orbital 


models of hypervalent and low coordinated phosphorus, silicon and sulfur 



compounds. Biologically active phosphororganic compounds.

PROFESSSIONAL ACTIVITIES

2003

Co-editor of a special issue of Microelectronic Engineering Journal (in press)



http://www.asdn.net/moscow/mee/
2003

Co-editor of a special issue of Computational Materials Science (in press)



http://www.asdn.net/moscow/cms/
2002              Co-chairman of the Atomic Scale Materials Design Symposium at E-MRS Spring

Meeting, June 17-21, Strasbourg, France: 

(http://www-emrs.c-strasbourg.fr/2002_Book_Abs/02_Prog_Av2.pdf
2002             Co-chairman of the Symposium and Summer School on Nano and Giga Challenges in Microelectronics Research and Opportunities in Russia, September 10-13, 2002, Moscow, Russia (http://www.asdn.net/moscow/)

2002
            Co-chairman of the Symposium on Software Development for Process and Materials Design, September 15-16, Moscow Russia ()

2001-Now
Project leader of the Motorola team in the international project in modeling high-k materials (HIKE). The project has been funded by European parliament and include the group from Infineon (Germany), National Microelectronic Research Center (Ireland), University of Colleague London (UK) and LAAS CNRS (France) (http://www.nmrc.ie/hike/)

2001

Leader of the Motorola team in the International project for joint experimental and theoretical studies of ZrO2 ALD and film structure and properties. Project includes the research company Kintech in Moscow and experimental groups in the Universities of Helsiniki, Finland and Tartu, Estonia.

2001-now
Supervisor of the Molecular Dynamics group at Sarov Open Computing Center (DOE funded project) (http://www.sarovlabs.com/)

2000-now
Supervisor of the Surface Chemistry group at Kurchatov Institute, Moscow, a subcontractor of Motorola (http://www.kintech.ru).

2000

Co-chairman of the Motorola-VNIIEF (Russian Nuclear Research Center) workshop, 



June 14-16, Sarov, Russia.

2000

Member of the Industrial Advisory Committee for the Alliance for Nonlinear Optics.

2000-Now
Co-chairman of the International Internet society (mailing list): Atomic Scale 



design in Microelectronics: Process, Material and Function Design (http://www.asdn.net).

2000-Now
Adjunct Professor at the Chemistry Department, Utah State University, Logan, Utah

1998-2001 Co-supervisor of PhD research of Magdalena Siodmiak (jointly with Prof. G. Frenking) at

The University of Marburg, Germany. PhD Thesis: Theoretical Study of Chemical Vapor Deposition of Transition Metal Compounds“

1997-2001
Supervisor of the Chemical Kinetics research group at Soft-Tec, LTD, a subcontractor



of  Motorola (http://www.soft-tec.ru/)

1995

Chief Scientist, ACES Q.C., University of Florida, Gainesville, FL, 32611



(http://www.acesqc.com/)

1991

Scientific Director, GERUS company; Institute of Elemento-Organic 




Compounds Russian Acad.Sci., Vavilov St., 28, Moscow 117813, Russia.

1989-1991
-World Association of Theoretical Organic Chemists; Scientific Secretary, 



Soviet Union Branch of WATOC.



-Mendeleev Chemical Society; Scientific Secretary, Theoretical Chemistry. 


1988

Chairman, Regional Soviet Union Conference on Stereoelectronic Effects in 



the Chemistry of IV-VI Group Elements (Anapa, September, 1989).



Awards

2003

Motorola “Bravo” Award for performance
2002

Motorola “Bravo” Award for performance

2000

Motorola “Bravo” Award for performance

1994

Foreign Research Award of the National Sciences and Engineering Research 



Council of Canada (NSERC) with Prof. R.J. Boyd (Halifax).

1991

Alexander-von-Humboldt Fellowship



Professional Societies



American Chemical Society



Alexander-von-Humboldt Association of America




PROFESSIONAL REFERENCES 





Professor Rodney J. Bartlett


Professor Paul von Rague Schleyer

Quantum Theory Project


Institut für Organische Chemie der 

University of Florida



Friedrich-Alexander-Universität 


Gainesville, FL, 32611



Henkestr. 42, D-91054 Erlangen, Germany

Phone: 1 (352) 392-1597


Phone:  ++(49) 9131-852536

Fax:: 1 (352) 392-8722



Fax:
  ++(49) 9131-859132

E.mail: bartlett@qtp.ufl.edu


E.mail: pvrs@organik.uni-erlangen.de
Dr. Evgeni Gusev



Prof. Asen Asssenov

Research Stuff Member


Department of Electronics & Electrical Engineering

T.J. Watson Research Center


The University of Glasgow
PO Box 218, Route 134


Glasgow G12 8LT
Tel: 1 (914) 945-1168



Tel: +(44) 141 330 5217
Fax: 1 (914) 945-2141


 Fax: +(44) 141 330 5236
E.mail: gusev@us.ibm.com


Email: A.Asenov@elec.gla.ac.uk
Prof. Gernot Frenking



Prof. Karl O. Christe, Senior Staff Advisor

Fachbereich Chemie



Huges STX Corporation

Philipps-Universit(t Marburg


 Phillips Laboratory

Hans-Meerwein-Strasse



Building 8451, 10 E. Saturn Blvd

Marburg, FRG D-35032



 Edwards AFB, CA 93524-7680

Phone: +(49) 6421-285563; 


Phone: 1 (805) 275-5194 

Fax: +(49) 6421-282189


Fax: 1 (805) 275-5471

E.mail: frenking@chemie.uni-marburg.de
E.mail: karl_christe@ple.af.mil

Professor Russel J. Boyd


Professor Kurt Schaffner



Department of Chemistry


Max-Planck-Institut für Strahlenchemie

Dalhousie University



Stiftstr. 34-36, D-45470 Mülheim an 

Halifax, Nova Scotia



der Ruhr, Germany.

Canada B3H 4J3



Phone: +(49) 208-304-3611

Phone: 1 (902) 494-3305


Fax: +(49) 208-304-3952

Fax: 1 (902) 494-1310



E.mail: schaffner@mpi-muelheim.mpg.d400.de

E.mail: boyd@ac.dal.ca

Professor Jerzy Leszczynski


Professor Michael McKee


Department of Chemistry


Department of Chemistry

Jackson State University


Auburn University Jackson, MS 39217

Phone:  1 (601) 973-3492


Auburn, Alabama 36849-5312, USA

Fax: 1 (601) 973-3674



Fax:  1 (205) 844-6959

E.mail: jerzy@tiger.jsums.edu


E.mail: mckee@chem.auburn.edu

Professor Isaac B. Bersuker


Professor Nikolay S. Zefirov

Department of Chemistry


Department of Chemistry

University of Texas at Austin


Lomonosov Moscow State University

Austin, TX 78712



Moscow 119899, Russia

Phone: 1 (512) 471-4671


Phone: +7 (095) 939-1620

Fax: 1 (512) 471-8696



Fax:   +7 (095) 939-0290

E.mail: bersuker@eeyore.cm.utexas.edu 
E.mail: zefirov@synth.chem.msu.su





LIST OF PUBLICATIONS 
Books:

1. Bagatur’yants A.; Korkin, A.; Novoselov, K.; Savchenko, L.; Umanski, S. Integrated Approach to Atomistic Simulation of Film Deposition Processes. In  COMPUTATIONAL MATERIALS SCIENCE, Eds, C.R.A Catlow, E. Kototmin,  IOS Press, Amsterdam, 2003 (in press).

2. Bagatur’yants, A.A.; Minushev, A.Kh.; Novoselov, K.P.; Safonov, A.A.; Umanski, S. Ya.; Vladimirov, A.S.; Korkin, A.A. Atomistic Simulation of Si3N4 CVD from Dichlorosilane and NH​3. In Challenges in Predictive Process Simulation. Eds, J. Dabrowski,  E. R. Weber,  Springer Verlag, 2003 (in press).

3. Nano and Giga Challenges in Microelectronics, Eds, J. Greer, A. Korkin, J. Labanowski. Esevier, Amsterdam (in press).
Journals:


1.Ozerov, R.P.; Tsirelson, V.G.; Ionov S.P.; Korkin A.A.; Zavodnik B.E.; Fomicheva, E.B. Studies of the Valent Electrons Distribution in Crystals .III. Experimental and Theoretical Investigation of the Electronic Density in HCOOLi‑D2O. Kristallographiya,  1981, 28, 42‑46 [Russian]. 


2. Korkin, A.A.; Ionov, S.P. Physicochemical Principles of the Structure and Functioning of the Reaction Centers of Photosynthesising Bacteria. I. Photochemical Processes and Electronic Structure of the Pigments. Russian J. Phys. Chem., 1981, 55 (12), 1707-1714.


3. Korkin, A.A.; Ionov, S.P. Physicochemical Principles of the Structure and Functioning of the Reaction Centers of Photosynthesising Bacteria. II. Organization of the Reaction of Pigments in the Reaction Centers. Russ. J. Phys. Chem., 1982, 56, 317-323.


4. Korkin, A.A.; Ionov S.P. Physicochemical Principles of the Structure and Functioning of the Reaction Centers of Photosynthesizing Bacteria. III. Models of Electron-Transfer Agents and Primary Processes. Russ. J. Phys. Chem., 1982, 56 (6), 1343-1354.


5. Tsvetkov, E.N.; Korkin, A.A. Antibonding Orbitals and Their Role in Electronic Interactions in Compounds with a Phosphoryl Group. Russ. J. Theor. Exp. Chem., 1985, 21, 36‑42. 


6. Tsvetkov, E.N.; Korkin A.A. Certain Characteristic Features of Phospholane and Phosphorinane systems and Electrophilicity of Antibonding Orbitals of Phosphorus Atom. Russ. J. Theor. Exp. Chem., 1985, 21, 152‑157.


7. Tsvetkov, E.N.; Korkin A.A. Dimerization of Iminophosphoryl Compounds and Electrophilicity of Antibonding Orbitals of the Phosphorus Atom. Russ. J. Theor. Exp. Chem., 1985, 21, 512‑519.


8. Korkin A.A.; Tsvetkov E.N. Mechanism of Acid‑Catalyzed of Cleavage of P‑N Bond. Russ. J. Gen. Chem. USSR, 1987, 57(II), 1929‑1932.


9. Chernega A.N.; Korkin A.A.; Antipin, M.Yu.; Struchkov Yu.T. X‑Ray Diffraction and Quantum Chemical Data on the Phosphorus‑Nitrogen Double Bonds of Dicoordinated and Tetracoordinated Phosphorus. J. Gen. Chem. USSR, 1988, 58(II), 1823‑1832.


10. Korkin, A.A.; Tsvetkov, E.N. Theoretical Investigation of the Interaction between the HnX‑YHm molecules and Electron Acceptors. The ab initio Study of the Effect of Protonation on the P‑N Bond in PH2NH2. Bull. Soc. Chim. France, 1988, 335‑338. 


11. Korkin, A.A., Aksinenko, N.A., Tsvetkov, E.N. Quantum Chemical Simulation of the Hypervalent Bonding in Phosphatranes. Phosphorus and Sulfur, 1988, 40, 149‑154.


12. Korkin, A.A.; Tsvetkov, E.N. Quantum Chemical Study of the Donor‑Acceptor Interactions between Silicon, Phosphorus and Sulfur Halides with the Carbonyl Group of Formaldehyde. Bull. Acad. Sci. USSR. Div. Chem. Sci., 1988, 37, 500‑502.


13. Korkin, A.A.; Aksinenko N.A.; Tsvetkov, E.N. Quantum Chemical Study of the Donor‑Acceptor Interactions between Silicon, Phosphorus and Sulfur Halides and Ammonia, Bull. Acad. Sci. USSR. Div. Chem. Sci., 1988, 37, 503‑505. 


14. Korkin, A.A.; Aksinenko, N.A.; Tsvetkov, E.N. Semi empirical Models of the Trans‑annular Bond in Silatranes and Phosphatranes. Bull. Acad. Sci. USSR. Div. Chem. Sci., 1988, 37, 1846‑1851.


15. Korkin, A.A.; Mebel, A.M.; Borisov, E.V. Nonempirical Study of Oxyphosphonitride (PNO) Isomers. Bull. Acad. Sci. USSR. Div. Chem. Sci., 1988, 37, 780‑783. 


16. Chernega, A.N.; Korkin, A.A.; Antipin, M.Yu.; Struchkov, Yu.T.; Ruban, A.V.; Romanenko, V.D.  Steric and Electronic Structure of Phosphinimines According to the Results of X-Ray Investigations and Nonempirical Quantum-Chemical Calculations. Russ. J. Gen. Chem. 1989, 59, 2010-2017.


17. Korkin, A.A.; Tsvetkov, E.N. A Quantum-Chemical Study of the Influence of Protonation on Intramolecular Interactions in the Molecules of Hydrazine, Aminophosphine, and Diphosphine. Russ. J. Inorg. Chem. 1989, 34, 161-164.


18. Korkin, A.A.; Tsvetkov, E.N. Dimerization of Iminiphosphoranes. Russ. J. Gen. Chem.  1989, 59, 849-851.


19. Chernega, A.N.; Korkin, A.A.; Antipin, M.Yu.; Struchkov, Yu.T.; Molecular and Electronic Structure of Iminophosphines. Phosphorus and Sulfur, 1990, 49/50, 345‑348.


20. Korkin A.A. Double Bonds in the Second and Third Periods. Ab initio Study of the Conjugation in HnX=YHm‑ZH (X,Y=C, N, Si, and P; Z=B, and N; n=1,2; m=0,1). Int. J. Quantum Chem., 1990, 38, 245‑252.


21. Korkin, A.A.; Tsvetkov, E.N. Nonempirical Study of the Addition of F+ to H2PNH2 Russ. J. Gen. Chem.  1990, 60, 2392-2395.


22. Korkin A.A. Stereoelectronic Effects in Main Groups IV‑VI Compounds. Metalloorganicheskaya Khimia, 1990, 3, 969‑975 [Russian].


23. Korkin, A.A.; Mebel, A.M. Comparative Ab Initio Study of the Conjugation in Iminophosphines and Iminophosphoranes. Metalloorganicheskaya Khimia, 1990, 3, 1005‑1011 [Russian]. 


24. Brel', V.K.; Gakh, A.A.; Zhdankin, V.V.; Zefirov, N.S.; Koz'min, A.S.; Korkin, A.A.; Kuatelidze, T.G.; Caple, P.; Lermontov, S.A.; Plokhikh, I.G.; Safronov, S.O.; Stang, P.J.; Chovnikova, N.G. 10‑Electron Reagents ‑ Derivatives of Iodin (III), Xenon (II), Selenium (IV), Tellurium (IV) in Organic Synthesis. Dokl. Akademii Nauk USSR, 1990, 313, 1131‑1135 [Russian].


25. Korkin, A.A.; Chernega, A.N.; Aksinenko, N.E.; Ruban, A.V.; Romanenko, V.D.  Molecular and Electronic Structure of P-Halo-Lamda3-Imonoohosphines. Russ. J. Gen. Chem.  1990, 60, 2201-2207.


26. Budyka, M.F.; Laukhina, O.D.; Korkin, A.A.; Alfimov, M.V. Study of the  Thermal Stages of Photoiniciated Cyclization of Diarilamines with Polyhalogenated methanes. Bull. Acad. Sci. USSR. Div. Chem. Sci., 1991, 564-569.

 
27. Chernega, A.N.; Korkin A.A.; Antipin, M.Yu.; Struchkov, Yu.T.; Ruban, A.V.; Romanenko, V.D.; Markovski, L.N. Peculiarities of P(-P( Conjugation in Aminosubstituted Phosphaalkenes. Heteroatom Chem., 1991, 2, 229-241.


28. Korkin, A.A. Theoretical Models for "Unusual" Coordination at Silicon. In Chem. Technol. Silicon Tin, Proc. Asian Network Anal. Inorg. Chem. Int. Conf. Silicon Tin, 1st, Eds, Kumar Das, V.G.; Ng, Seik Weng; Gielen, M., Oxford Univ. Press: Oxford, UK, 1992, 459-469.


29. Korkin, A.A. Stereoelectronic Effects in Silicon, Phosphorus, and Sulfur Molecules. Quantum-Chemical Calculations and Qualitative Orbital Models. Russian Chemical Reviews, 1992, 61 (5), 473-483.


30. Borisov, E.A.; Mebel, A.M.; Knyazev, V.B.; Zabrodin, V.B. Korkin, A.A. Comparative Nonempirical Study and Isodesmic Calculations of Heats of Formation of HNCO and HPCO isomers. Bull. Acad. Sci. USSR Div. Chem. Sci.  1992, 1222-1226.


31. Korkin, A.A.; Glukhovtsev, M.N.; Schleyer, P.v.R. Polysilaanalogs of Aromatic Hydrocarbon Ions: Structures and Energies of Si3H3+, Si4H42+, and Si5H5-. Int. J. Quant. Chem., 1992, 46, 137-144.


32. Korkin, A.A.; Schleyer, P.v.R. Trisilaallyl Anion Structures. Is Conjugation effective? J. Amer. Chem. Soc., 1992 , 114, 8720-8722.


33. Dransfeld, A.; Korkin, A.A.; Salzner, U; Schleyer, P.v.R. Application of Ab Initio 31P NMR Chemical Shifts Calculations. Phospphorus Sulfur, 1993, 77, 260.


34. Chernega, A.N.; Koidan, G.N.; Marchenko, A.P.; Korkin, A.A. The Structural Evidence for P(-P( Conjugation in Aminosubstituted Phosphaalkynes. Heteroatom Chem., 1993, 4, No.3, 1-4.


35. Chernega, A.N.; Korkin, A.A. Substution effects on Multiple Phosphorus-Carbon Bond. Phosphorus, Sulfur, and Silicon, 1993, 76, 65.


36. Korkin, A.A.; Schleyer, P.v.R.; Boyd, R.J. Theoretical Study of N2CO Isomers: New Candidates for High Energy Materials. Chem. Phys. Letters, 1994, 227, 312-320.


37. Korkin, A.A.; Schleyer, P.v.R.; McKee, M.L. Theoretical Ab Initio Study of Neutral and Charged B3Hn Species. The Importance of Aromaticity in Determining the Structural Preferences. Inorg. Chem. 1995, 34, 961-977.


38. Matysik, J.; Hildebrandt, P.; Smit, K.; Korkin, A.; Mark, F.; Gärtner, W.; Braslavsky, S.E.; Schaffner, K.; Schrader, B. Vibrational Analysis of Biliverdin Dimethyl Ester. J. Mol. Structure, 1995, 348, 225-228.

39. Korkin, A.; Schleyer, P.v.R.; Arx, U.v.; Lauber, R.; Keese, R. The Aromatic Diboracyclopropenyl (dyboriranyl) anion. Struct. Chem. 1995, 6, 225-228.

40. Jemmis, E.D.; Srinivas, G.N.; Leszczynski, J.; Kapp, J.; Korkin, A.A.; Schleyer, P.v.R. Group 14 Analogs of the Cyclopropenuim Ion: Do They Favor Classical Aromatic Structures?  J. Am. Chem. Soc. 1995, 117, 11361-11362.


41. Korkin, A.A.; Murashov, V.; Leszczynski, J.; Schleyer, P.v.R. Theoretical Study of Cyclic Si5H5+ Structural Isomers. Is There Any Analogy with the Corresponding Carbon Species? J. Phys. Chem. 1995, 99, 17742-17747.


42. Chernega, A.N.; Korkin, A. A. ; Romanenko, V.D. Particularities of Geometries and Electronic Structure of (3-Phosphines. Z. Obstchei Khimii 1995, 65, 1823-1833 [Russian].


43. Korkin, A.A.; Balkova, A.; Bartlett, R.J.; Boyd, R.J.; Schleyer, P.v.R. The Twenty Eight-Electron Tetraatomic Molecules. A Challenge for Computational and Experimental Chemistry. J. Phys. Chem. 1996, 100, 5702-5714.


44. Korkin, A.; Mark, F.; Schaffner, K.; Gorb, L.; Leszczynski, J. Theoretical Ab Initio and Semi-Empirical Studies of Biologically Important Di- and Oligopyrrolic Compounds. Pyrromethene and Protonated Pyrromethene. J. Mol.Struct. THEOCHEM 1996, 388, 121-137.

45. Korkin, A.A.; Murashov, V.V.; Leszczynski, J.; Schleyer, P.v.R. Trisilallyl Cation and Related Structures. Departures from the Corresponding Carbon Species. J. Mol. Struct. THEOCHEM 1996, 388, 43-49.

46. Korkin, A.A.; Leszczynski, J.; Bartlett, R.J. Theoretical Ab Initio Study of CN2O2 Structures: Prediction of Nitryl Cyanide as a High-Energy Molecule. J. Phys. Chem. 1996, 100, 19840-19846.

47. Korkin, A.A.; Bartlett, R.J. Theoretical Prediction of 2,4,6-Trinitro-1,3,5-Triazine (TNTA). A New, Powerful, High Energy Density Material? J. Am. Chem. Soc. 1996, 118, 12244-12245.


48. Korkin, A.A.; Lowrey, A.; Leszczynski, J.; Lempert, D.B.; Bartlett, R.J. Theoretical ab initio Study of CN2O3 Structures: Prediction of New High-Energy Molecules. J. Phys. Chem. 1997, 101, 2709-2714.


49. Chernega, A.N.; Korkin, A.A.; Romanenko, V.D.; Koigan, G.N.; Marchenko, A.P. Molecular and Electronic Structure of Halogen-Substituted Phosphaalkenes. Struct. Chem. 1997, 8, 343-352.

50. Jemmis, E.D.; Subramanian, G.; Korkin, A.A.; Hofmann, M.; Schleyer, P.v.R. The Exotic Structures of Si2B2H4. J. Phys. Chem. 1997, 101, 919-925.

51. Gorb, L.; Korkin, A.; Leszczynski, J.; Varnek, A.; Mark, F.; Schaffner, K. Theoretical ab initio and Semi-Empirical Studies of Biologically Important Di- and Oligopyrrolic Compounds. Pyrromethenone and Biliverdin. J. Mol. Struct. (Theochem) 1998, 425, 137-145.

52. Korkin, A.A.; Nooijen, M.; Bartlett, R.J.; Christe, K.O. Theoretical Study of Bicyclic Nitrogen Tetroxide Cation, NO4+. J. Phys. Chem. 1998, 102, 1837-1842.


53. Bartlett, R.J.; Nooijen, M.; Gwaltney, S.; Korkin, A.A. New Methods for Excited States. Proceedings of the High Energy Density Matter (HEDM) Contractors’ Conference Held in 1-3 June 1997 in Chantilly, VA. Adwards Air Force Base, 1998, pp. 37-42.


54. Gorb, L.; Korkin, A.; Leszczynski, J. Post Hartree-Fock Study of Biologically Important Di- and Tripyrrolic Compounds - Active Site of Phytochrome. J. Mol. Struct. (Theochem) 1998, 454, 137-145.

55. Peterka, D.S.; Ahmed, M.; Suits, A.G.; Wilson, K.J.; Korkin, A.A.; Nooijen, M.; Bartlett, R.J. Unraveling the Mysteries of Metastable O4*. J. Chem. Phys. 1999, 110. 6095-6099.

56. Srinavas, G.N.; Jemmis, E.D.; Korkin, A.A.; Scheleyer, P.v.R. An ab initio study of the Diverse Si3H3+ Isomers. J. Phys. Chem. 1999, 103, 11034-11039


57. Korkin, A.A.; Cole, J.V.; Sengupta, D.; Adams, J.B. On Mechanism of Silicon Nitride CVD from Dichlorosilane and Ammonia. J. Electrochem. Soc. 1999, 146, 4203-4212.

58. Siodmiak, M.; Frenking, G.; Korkin, A. On Mechanism of Chemical Vapor Deposition of Ta2O5 from TCl5 and H2O. An AbInitio Study of Gas Phase Reactions. Materials Science in Semiconductor Processing, 2000, 3,  65-70.


59. Bagatyr'yants, A.A.; Novoselov, K.P.; Safonov, A.A.; Savchenko, L.L.; Cole, J.V.; Korkin, A.A. Atomistic Modeling of Chemical Vapor deposition: Silicon Nitride CVD from Dichlorosilane and Ammonia. Materials Science in Semiconductor Processing, 2000, 3,  23-29.

60.Siodmiak, M.; Frenking, G.; Korkin, A. Initial Reactions in Chemical Vapor Deposition 
of Ta2O5 from TCl5 and H2O. An Ab Initio Study. J. Phys. Chem. 2000, 104, 1186-1195.
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