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	EDUCATION

	DEGREES
	DISCIPLINE
	INSTITUTION
	YEAR

	BS 
	Chemistry
	Georgia Institute of Technology
	June 1972

	PhD 
	Chemistry
	University of Florida
	Dec. 1977


	EXPERIENCE

	RANK/POSITION
	DEPARTMENT/DIVISION
	INSTITUTION/COMPANY/ORGANIZATION
	PERIOD

	Dean 
	College of Arts & Sciences
	University of Memphis
	July 2002 -- Present

	Interim Dean 
	College of Arts & Sciences
	University of Memphis
	May 2000 -- June 2002

	Director 
	Computational Research on Materials Institute
	University of Memphis
	June 1998 -- June 2002

	Interim Chairman 
	Department of Microbiology & Molecular Cell Sciences
	University of Memphis
	May 1998 -- Sept 1999

	Professor 
	Department of Chemistry
	University of Memphis
	Sept 1993 -- Present

	RDL/AFOSR Summer Research Fellow 
	Space Electronics Division
	Phillips Laboratory, Kirtland AFB
	June 1997 -- Sept 1997

	Chairman 
	Department of Chemistry
	University of Memphis
	Aug 1992 -- June 1997

	Interim Chairman 
	Department of Chemistry
	Memphis State University
	Aug 1991 -- July 1992

	Associate Professor 
	Department of Chemistry
	Memphis State University
	July 1998 -- Aug 1993

	Assistant Professor 
	Department of Chemistry
	Memphis State University
	Aug 1983 -- Aug 1988

	USAF-UES Summer Research Fellow 
	F. J. Seiler Laboratory
	USAF Academy
	May 1987 -- July 1987

	Instructor 
	Department of Chemistry
	Duke University
	July 1981 -- May 1983

	NORDITA Invited Professor 
	Research Institute of Physics, Stockholm & Quantum Chemistry Group, University of Uppsala University
	Sweden
	June 1982 -- Aug 1982, Sept 1980 -- Aug 1991

	Research Assistant Professor 
	Department of Chemistry
	University of Pittsburgh
	June 1979 -- Aug 1980

	Postdoctoral Assistant 
	Department of Chemistry
	University of Pittsburgh
	Sept 1978 -- June 1979

	Lecturer in Chemistry 
	Department of Chemistry
	Chatham College, Pittsburgh
	Sept 1978 -- June 1979

	Postdoctoral Fellow 
	 
	Yale University
	Jan 1978 -- Aug 1978


	TEACHING EXPERIENCE

	SUBJECT
	INSTITUTION

	Advanced Physical Chemistry
	University of Memphis

	Solid State Theory
	University of Memphis

	Electronic Structure and Symmetry
	University of Memphis

	Principles of Chemistry I & II
	University of Memphis

	Physical Chemistry I & II
	University of Memphis

	Physical Chemistry Laboratory
	University of Memphis

	Advanced Quantum Chemistry
	University of Memphis

	Undergraduate Research
	University of Memphis

	General Chemistry I & II
	Duke University

	Physical Chemistry Laboratory
	Duke University

	Physical Chemistry
	Chatham College


Refereed Journal Publications

 1. "Calculation of the Amplitudes to the Electron Propagator from a Minimal Basis CI Calculation on N2.", H. A. Kurtz, G. D. Purvis, and Y. Öhrn, Intern. J. Quantum Chem. Symp. 10, 331-336 (1976).     

 2. "Elementary Finite Order Perturbation Theory for Vertical Ionization Energies.", G. Born, H. A. Kurtz, and Y. Öhrn, J. Chem. Phys. 68, 74-85 (1978).

 3. "On the Calculation of Electron Binding Energies." H. A. Kurtz and Y. Öhrn, J. Chem. Phys. 69, 1162-1167 (1978).

 4. "Ab Initio Study of the Positron Affinity of LiH", H. A. Kurtz and K. D. Jordan, J. Phys. B: Atom. Molec. Phys. 11, L479-L482 (1978).     

 5. "Theoretical Study of [F-;e+] and [CN-;e+]", H. A. Kurtz and K. D. Jordan, Intern. J. Quantum Chem. 14, 747-755 (1978). 

 6. "Calculations of 2P Shape Resonances in Be and Mg.” H. A. Kurtz and Y. Öhrn, Phys. Rev. A 19, 43-48 (1979). 

 7. "A Comparison of the Positron Energy Levels of [F-;e+] and [CN-;e+] with  the Rydberg Levels of Na and NO.", H. A. Kurtz and K. D. Jordan, J. Phys.  B: Atom. Molec. Phys. 12, L473-L477 (1979). 

 8. "Theoretical Studies of Positron Complexes with Atomic Anions.", H. A. Kurtz and K. D. Jordan, J. Chem. Phys. 72, 493-503 (1980).

 9. "Comment on the Electronic Structure of HAlOH and H2O-Al.", H. A. Kurtz  and K. D. Jordan, J. Amer. Chem. Soc. 102, 1177-1178 (1980). 

10. "Theoretical Studies of Positron-Molecule Complexes.", H. A. Kurtz and K.  D. Jordan, J. Chem. Phys. 75, 1876-1887 (1981).

11. "Properties of the X1Σ State of BF.", H. A. Kurtz and K. D. Jordan, Chem. Phys. Lett. 81, 104-109 (1981).  

12. "Theoretical Study of Electron and Positron Scattering on Be, Mg, and Ca.", H. A. Kurtz and K. D. Jordan, J. Phys. B: Atom. Molec. Phys. 14, 4361-4376 (1981).

13. "On Energy Optimization of the AGP Wavefunction: The Ground State of the Be Atom.", H. A. Kurtz, N. Elander, O. Goscinski, and E. Sangfelt, Intern. J. Quantum Chem. Symp. 15, 143-149 (1981).

14. "An Analysis of the AGP and Projected AGP Wavefunctions." E. Sangfelt, O. Goscinski, N. Elander, and H. A. Kurtz, Intern. J. Quantum Chem. Symp. 15, 133-141 (1981).

15. "Theory of Metal Atom-Water Interactions and Alkali Halide Dimers.", K. D. Jordan and H. A. Kurtz, ACS Symposium Series 179: Metal Bonding and Interactions in High Temperature Systems, 377-393 (1982).

16. "On the Calculation of Generalized Antisymmetrized Geminal Power (GAGP) Wavefunctions.", H. A. Kurtz and N. Elander, Intern. J. Quantum Chem. Symp. 16, 605-614 (1982).

17. "Application of the AGP Wavefunction to the Ground States of Li2 and CH+.", N. Elander, E. Sangfelt, H. A. Kurtz, and O. Goscinski, Intern. J. Quantum Chem. 23, 1047-1056 (1983). 

18. "Treatment of Resonances with the Dilated Electron Propagator: The 2P Shape Resonance in e-Mg Scattering.", M. Mishra, H. A. Kurtz, O. Goscinski, and Y. Öhrn, J. Chem. Phys. 79, 1896-1902 (1983).

19. "The Polarization Propagator Based on an AGP State: Theory and Application to the Helium Atom.", H. A. Kurtz, B. Weiner, and H. J. Aa. Jensen, Intern. J. Quantum Chem. Symp. 17, 415-423 (1983).

20. "LUMO Energies and Negative Electron Affinities.", H. A. Kurtz, J. Chem. Ed. 61, 580-581 (1984).

21. "Excited States via the AGP Polarization Propagator I. Application to Li2.", E. Sangfelt, H. A. Kurtz, N. Elander, and O. Goscinski, J. Chem. Phys. 81, 3976-3986 (1984).

22. "The Antisymmetrized Geminal Power (AGP) Approximation to the Excitation Propagator.", B. Weiner and H. A. Kurtz, Int. J. Quantum Chem. 27, 769-780 (1985).

23. "Theory and Calculations on Small Molecules Using Propagator Methods with an AGP Reference.", H. A. Kurtz, B. Weiner, and Y. Öhrn, in Comparison of Ab Initio Calculations with Experiment: State of the Art ed. R. J. Bartlett, Reidel, Dordrecht, Netherlands 1985.

24. "The Bridgehead Decalin Radicals. An MM2 and MNDO Study.", H. A. Kurtz, R. V. Lloyd, and R. V. Williams, J. Org. Chem. 52, 302-304 (1987).

25. "Excited State Properties Utilizing Effective Core Potentials.", P. A. Kilzer and H. A. Kurtz, Int. J. Quantum Chem. Symp. 21, 539-545 (1987).

26. "Experimental Evidence Establishing an Upper Limit to the Activation Barrier for the Butterfly Bending of the Double Bond in Anti-sesquinorbornene.", R. V. Williams, C-L. Sung, H. A. Kurtz, and T. M. Harris, Tetrahedron Lett. 29, 19-20 (1988).

27. "The Quest for a Neutral Homoaromatic Hydrocarbon. The MNDO Study of Pentacyclo[7.2.1.04,11.06,9.06,10]dodeca-1,4-diene, an Annelated Semibullvalene Derivative.", R. V. Williams and H. A. Kurtz, J. Org. Chem. 53, 3626-3628 (1988).

28. "The Use of Semiempirical Energy Partitioning Terms in the Study of Through Space (Homoaromatic) Interactions.", R. V. Williams, H. A. Kurtz, and B. Farley, Tetrahedron 44, 7455-7460 (1988).

29. "An NMR and Computational Study of Diazepinediones.", P. K. Bridson, H. A. Kurtz, and F. Sayyarpour, J. Mol. Struct. (THEOCHEM) 199, 175-181 (1989).

30. "Semiempirical Methods for the Calculation of Polarizabilities and Hyperpolarizabilities.", H. A. Kurtz, J. J. P. Stewart, and K. M. Dieter, J. Comp. Chem. 11, 82-87 (1990).

31. "Semiempirical Calculation of the Hyperpolarizabilities of Polyenes.", H. A. Kurtz, Intern. J. Quantum Chem. Sym. 24, 791-798 (1990).

32. "An MCSCF Study of the Electric Properties of the Be Atom.", T. Pluta and H. A. Kurtz, Chem. Phys. Lett. 189, 255-258 (1992).

33. "Intermolecular Effects on Third-Order Nonlinear Optical Properties", D. S. Dudis, A. T. Yeates, and H. A. Kurtz, Mat. Res. Soc. Symp. Proc. 247, 93-97 (1992).

34. "Calculation of Vibrational Dynamic Hyperpolarizabilities for H2O, CO2, and NH3.", D. M. Bishop, B. Kirtman, H. A. Kurtz, and J. E. Rice,  J. Chem. Phys. 98, 8024-8030 (1993).

35. "A Theoretical Investigation of Through Space Interactions 3. The Semi-Empirical Study of the Cope Rearrangement in Singly Annelated Semibullvalenes.", R. V. Williams and H. A. Kurtz, J. Chem. Soc. Perkins 2, 147-150 (1994).

36. "Homoaromaticity", R. V. Williams and H. A. Kurtz, Advances in Physical Organic Chemistry Vol. 29, ed. D. Bethel, Academic Press, 1994, pp 273-331.

37. “Frequency Dependent Hyperpolarizabilities of Polyenes”, P. Korambath and H. A. Kurtz, in Theoretical and Computational Modeling of NLO and Electronic Materials, ed. S. Karna and A. T. Yates, ACS Books, 1996.

38. “NLO Properties of Interacting Polyene Chains”, S. Chen and H. A. Kurtz, J. Molec. Struct. THEOCHEM, 388, 79-84, 1996.

39. “Annelated Semibullvalenes: A Theoretical Study of How They “Cope” with Strain”, H. Jiao, R. Nagelkerke, H. A. Kurtz, R. V. Williams, W. T. Borden, P. v R. Schleyer, J. Amer. Chem. Soc, 119, 5921-5929, 1997.

40. “Computation of Nonlinear Optical Properties”, H. A. Kurtz, and D. S. Dudis, in Reviews in Computational Chemistry, Vol. 12, ed. K. B. Lipkowitz and D. B. Boyd, Wiley-VCH, New York, 1998, pp 241-279.

41. “Modeling Nonlinear Optical Properties of Transition Metal Complexes.  Basis Set, Effective Core Potential and Geometry Effects”, T. R. Cundari, H. A. Kurtz, and T. Zhou, J. Phys. Chem. 102, 2962-2966, (1998).

42. “Modeling Nonlinear Optical Properties of Inorganic Complexes. Counterion Effects”, T. R. Cundari, H. A. Kurtz, and T. Zhou, Chem. Phys. 240, 205-214 (1999).

43. “Quantum Mechanical Characterization of E’-Type Centers in a-SiO2 Films”, S. P. Karna and H. A. Kurtz, Microelectronic Engineering 48, 109-112  (1999).

44. “Proton Mobility in a-SiO2”, H. A. Kurtz and S. P. Karna, IEEE Trans. Nuc. Sci., 46, 1574-1577 (1999).

45. “New Fundamental Defects in a-SiO2”, S. P. Karna, H. A. Kurtz, W. M. Shedd, R. D. Pugh, and “Babu” B. K. Singaraju, IEEE Trans. Nuc. Sci., 46, 1544-1552 (1999).

46. “The Effect of Near-Interface Network Strain on Proton Trapping in SiO2”, K. Vanheusden, P.P. Korambath, H. A. Kurtz, S. P. Karna, D. M. Fleetwood, W. M. Shedd, and R. D. Pugh, IEEE Trans. Nuc. Sci., 46, 1562-1567 (1999).

47. “Infrared Spectra, Photochemistry, and Ab Initio Calculations of Matrix Isolated Methanethiol/Sulfur Dioxide Complex”, S. Li, H. Kurtz, P. Korambath, and Y.-S. Li, J. Molec. Struct., 550/551, 235-244 (2000).

48. “A Computational Study of Polarizabilities and Second Hyperpolarizabilities of Inorganic Transition Metal Thiometalates and Metalates in Solution”, T. R. Cundari, H. A. Kurtz, and T. Zhou, J. Phys. Chem. A 104, 4711-4717 (2000).

49. “Hydrogen Cracking in SiO2: Kinetics for H2 Dissociation at Silicon Dangling Bonds”, H. A. Kurtz and S. P. Karna, J. Phys. Chem. A 104, 4780-4784 (2000).

50. “Structural and Nonlinear Optical Properties of Cationic Defects in Amorphous Silicon Dioxide I. Cluster Studies”, A. M. Ferreira, H. A. Kurtz, and S. P. Karna, J. Phys. Chem. A 104, 4796-4800 (2000).

51. “Point Defects in Si-SiO2 Systems: Current Understanding”, S. P. Karna, H. A. Kurtz, A. C. Pineda, W. M. Shedd, and R. D. Pugh, in Defects in SiO2 and Related Dielectrics: Science and Technology, NATO Science Series II, eds. G. Pacchioni, L. Skuja, and D. L. Griscom, Kluwer Academic Publishers, Dordrecht, 2000, pp. 599-615.

52. “Microscopic Mechanisms of Electron Trapping by Self-Trapped Holes and Protons in Amorphous SiO2”, S. P. Karna, H. A. Kurtz, W. M. Shedd, and R. D. Pugh, IEEE Trans. Nuc. Sci. 47, 2311-2315 (2000).

53. “Modeling Intermolecular Effects on Nonlinear Optical Properties of Transition Metal Complexes.  An Effective Core Potential Study”, T. R. Cundari, H. A. Kurtz, and T. Zhou, J. Chem. Info. Comp. Sci. special issue on "Effective Core Potentials in Hartree Fock and Density Functional Theory", 41, 38-42 (2001).

54. “The Role of Bond Coordination and Molecular Volume on the Dielectric Constant of Mixed Oxide Compounds”, H. A. Kurtz and R. A. B. Devine, J. Applied Physics, 7, 2342-2344 (2001).

55. “The Effect of Network Topology on Proton Trapping in Amorphous SiO2”, A. C. Pineda, S. P. Karna, H. A. Kurtz, W. M. Shedd, and R. D. Pugh, IEEE Trans. Nuc. Sci. 48, 2081-2085 (2001). 

56. “Mixed-Oxides as High-k Dielectrics”, H. A. Kurtz and R. A. B. Devine, in Alternative to SiO2 as Gate Dielectrics for Future Si-Based Microelectronics, Materials Research Society Workshop Series, Eds. J. Morais and I. J. R. Baumvol, 2001.

57. “An Augmented Effective Core Potential Basis Set for the Calculation of Molecular Polarizabilities”, N. P. Labello, A. M. Ferreira, and H. A. Kurtz, J. Comp. Chem. 26, 1464-1471 (2005).

58. “Silicon Radicals in Silicon Oxynitride: An ESR Study”, L. D. Crosby and H. A. Kurtz,  J. Phys. Chem. A 110, 8637-8644 (2006).    

59. “Utilizing Effective Core Potentials for Accurate Calculations of Molecular Polarizabilities in Molecules Containing Transition Metals”, N. P. Labello, A. M. Ferreira, and H. A. Kurtz, J. Phys. Chem. A 110, 13507-13513 (2006).    

60. “Correlated Molecular Polarizability Calculations with an Augmented Effective Core Potential Basis Set”, N. P. Labello, A. M. Ferreira, and H. A. Kurtz,  Int. J. Quantum Chemistry 106, 3140-3148 (2006).     

61. “An Application of Electronic Structure and Transition State Theory: The Reaction of Hydrogen with Silicon Radicals”, L. D. Crosby and H. A. Kurtz, Int. J. Quantum Chemistry 106, 3149-3159(2006).  

Non-Refereed Publications

62. "Calculating First and Second Oder Molecular Hyperpolarizabilities with ECP Basis Sets", N. P. Labello and H. A. Kurtz, in preparation (2007).   

Presentations - Conference (refereed *)

Panel at the 2006 Council of Colleges of Arts & Sciences Annual Meeting, Boston, MA, “Linkages Among Arts & Sciences and Education and K-12 that Promote Student Interest and Quality in Science, Technology, Engineering, and Mathematics (STEM) Education” , November 2006 

Panel at the 2003 Council of Colleges of Arts & Sciences Annual Meeting, Orlando, FL, “Metropolitan/Urban Institutions: What makes us distinctive?”, November 2003

Talk at the 2nd Southern School on Computational Chemistry, Orange Beach, Al, “Bonding and Property Predictions for Potential High-k Dielectric Materials”, March 2002

Talk at the International Workshop on Device Technology, Porto Alegre, Brazil, “Oxide additivity rule and network connectivity considerations in the dielectric constant of mixed oxide systems”, September 2001

Talk at NCSA, UIUC, “Nonlinear Optics: Theory and Challenges”, September 2000 

Talk at Workshop on SiO2/SiC, Nashville, TN, “Proton mobility in a-SiO2”, November 1999

Talk at National ACS Meeting, New Orleans, LA, in Symposium on Nonlinear Optical and Electronic Materials, “Hydrogen in Metal-Oxide Semiconductors”, August 1999

Seminar, Space Electronics Division, Phillips Lab, Kirtland AFB, NM, “Reaction of Hydrogen at Dangling Bond Defects in Si/SiO2.  Part I”, September 1997 

Talk at ACS Florida Sections Joint Meeting, Orlando, FL, “Molecular Electronic Properties -- Florida to Memphis”, May 1997 

Talk at Symposium on Modeling of Nonlinear Optical Properties of Organic Materials, 28th Central Regional ACS Meeting, Dayton, OH, “Modeling of Intermolecular Effects on Nonlinear Optical Properties”, June 1996

Talk at Symposium on Theoretical Organic Chemistry, SE/SW Regional ACS Meeting, Memphis, TN, “Homoaromaticity”, November 1995

Invited Talk, Symposium on Optical and Electroactive Polymers, SE Regional ACS Meeting, Birmingham, Al, “NLO Properties: Theoretical and Computational Methods”, October 1995

Invited Talk, 34th Sanibel Symposium, Ponte Vedra Beach, FL, “Semiempirical and Ab Initio Polarizabilities and Hyperpolarizabilities”, February 1994

Talk at Computational Chemistry and NLO Materials Workshop, WPAFB, Dayton, "Calculations of Nonlinear Optical Properties: Important Aspects for Large Molecules", May 1992

Talk at AFOSR Nonlinear Optical Polymers Contractors Meeting, WPAFB, Dayton, "Calculation of Molecular NLO Properties", December 1991

Talk at AFOSR Nonlinear Optical Polymers Contractors Meeting, Washington, D.C., "Semi-Empirical Calculations of Oligomer Properties", June 1990

Invited Talk at the Symposia on Structure Dynamics and Spectroscopy at the 1987 Southwest Regional ACS Meeting, Little Rock, Ark., "Polarization Propagator Methods", December 1987

Invited Talk at the International Workshop on Propagator Methods in the Quantum Theory of Matter, Palm Coast, Florida, "The Antisymmetric Geminal Power Wavefunction and the Self-Consistent Particle-Hole Propagator", March 1982

Invited participant for the "Panel Discussion and Workshop on Chemical Applications to the Positron Annihilation Process -- Positron Chemistry.", Virginia Polytechnic Institute and State University, October 1979

Presentations - Universities/Industry (refereed *)

 Talk, American Chemical Society Local Section, Arkansas State University, “Computational Chemistry in the Electronics Industry”, November 2001

Seminar, Department of Chemistry & Physics, Alcorn State University, “Computational Chemistry in the Electronic Industry”, October 2001

Seminar, Department of Chemistry, Austin Peay State University, “The Role of Hydrogen in Metal-Oxide Semiconductors”, September 1999

Seminar, Department of Chemistry, Jackson State University, “Computation Studies of Defects and Reactions Important in Metal Oxide Semiconductors”, January 1999

Seminar, Department of Chemistry, University of New Orleans, “Nonlinear Optical Properties of Molecules”, October 1998

Seminar, Department of Chemistry, Rhodes College, “Modeling H2 Reactions at Defects in Si/SiO2”, April 1998

Seminar, Department of Chemistry, University of California, Santa Barbara, “Modeling H2 Reactions at Defects in Si/SiO2”, April 1998

Seminar, Department of Chemistry, Middle Tennessee State University, “Modeling Hydrogen Reactions at Defects in Metal-Oxide Semiconductors”, February 1998 

Seminar, Dept. of Chemistry, University of Memphis, “Modeling Hydrogen Reactions at Defects in Metal-Oxide Semiconductors”, January 1998 

Seminar, Department of Chemistry, Murray State University, “Nonlinear Optical Properties of Molecules: The Computational Challenges”, October 1997

Seminar, Department of Chemistry, University of Memphis, “Nonlinear Optical Properties: What Are They and How Do We Calculate Them”, September 1995

Seminar, Department of Chemistry, University of Arkansas, “Nonlinear Optical Properties: What Are They And How Do We Calculate Them”, September 1995

Seminar, Department of Chemistry, Mississippi State University, “Challenges in Nonlinear Optical Property Predictions”, February 1995

Seminar, Department of Chemistry, University of Alabama at Birmingham, "Computation of Nonlinear Optical Properties of Molecules and Polymers", February 1993

Seminar, Frank J. Seiler Research Laboratory, U.S. Air Force Academy, "Calculation of Molecular Properties for Nonlinear Optics", September 1990

Seminar, Department of Chemistry, Mississippi State University, "Calculation of Molecular Properties for Nonlinear Optics", September 1990           

November 1989           Seminar, Department of Chemistry, University of Southern Mississippi, "Calculation of Nonlinear Optical Properties of Molecules and Polymers".

October 1989              Seminar, Department of Chemistry, University of Toledo, "Computational Investigations of Nonlinear Optical Properties".

May 1989                    Seminar and Workshop, Polymer Division, Materials Laboratory, Wright-Patterson AFB, Dayton, Ohio, "Computational Prediction of Polymer NLO Properties".

October 1988              Seminar, Department of Physics, Memphis State University, "Nonlinear Optical Properties of Molecules".

February 1988             Seminar, Department of Chemistry, University of Mississippi, "Non-Linear Optical Properties of Molecules and Polymers".

February 1988             Seminar, Department of Chemistry, Indiana Univ.-Purdue Univ. at Indianapolis, "Non-Linear Optical Properties of Molecules and Polymers".

September 1987           Seminar, Department of Chemistry, Memphis State University, "Non-Linear Optical Properties of Molecules".

January 1987                Seminar, Department of Chemistry, University of Missouri - St. Louis, "Applications of Quantum Chemistry: Structure to Spectroscopy".

November 1985           Seminar, Department of Chemistry, University of Southern Mississippi, "Positron and Positronium Chemistry".

October 1985              Seminar, Department of Chemistry, University of Kentucky, "Calculation of Excited State Properties of Small Molecules".

March 1985                 Seminar, Department of Physics, Memphis State University, "Theoretical Studies of Molecular Excited States".

January 1985                Unity in Science Lecture (for area high school science teachers), Memphis State University, "Computers in Chemistry".

November 1983           Seminar, Department of Chemistry, Memphis State University, "Positrons in Chemistry: Theory and Applications".

April 1983                    Seminar, Department of Chemistry, Memphis State University, "Applications of Quantum Chemistry".

March 1983                 Seminar, Department of Chemistry, Eastern Michigan University, "Applications of Quantum Chemistry".

March 1983                 Seminar, Department of Chemistry, Appalachian State University, "Applications of Quantum Chemistry".

April 1982                    Seminar, Department of Chemistry, Appalachian State University, "I. Metal Atom - Water Interactions and II. Positron and Positronium Chemistry".

March 1982                 Seminar, Department of Chemistry, University of Michigan-Flint, "Positron and Positronium Chemistry".

January 1982                Seminar, Department of Chemistry, Southern Methodist University, "Group IIIA Metal-Water Interactions:, New Methods of Calculating Excited States".

December 1980           Seminar, Royal Institute of Technology, Stockholm, Sweden, “Positrons and Positronium in Molecules”.

November 1980           Seminar, Research Institute of Physics, Stockholm, Sweden, “Positrons in Molecules: Do They Exist?”.

March 1980                 Joint Seminar, Department of Chemistry and Department of Physics and Astronomy, Wayne State University, "Positron and Positronium Chemistry".

February 1980             Seminar, Department of Chemistry, Polytechnic Institute of New York, "Positron and Positronium Chemistry".

Other Presentations (refereed *)

Poster at 42nd Sanibel Symposium, St. Augustine, FL, “Mixed-Oxides as Potential High-k Dielectrics”, February 2002

Poster at 2001 IEEE Nuclear and Space Radiation Effects Conference, Vancouver, Canada, “Atomic structure characterization of P centers in phosphorus doped a-SiO2”, H. A. Kurtz and S. P. Karna, July 2001

	SUPPORT 
(External)

	ACTIVITY
	AGENCY/SOURCE
	AMOUNT
	PERIOD

	Beckman Scholars
	Beckman Foundation
	 
	pending

	The 3 R's Project: Recruitment and Retention Through Reinventions at the University of Memphis, Co-PI with Ric Hovda
	U. S. Department of Education
	$2,500,000
	10/05 - 9/08

	Supercomputer Time
	Pittsburgh Supercomputing Center
	1,000 hours
	5/05 - 4/06

	Tennessee Louis Stokes Alliance for Minority Participation
	NSF / Subcontract via Tennessee State University
	$82,000/yr
	10/04 - 9/07

	Bodning and Stability in Mixed Oxie Materials for Use as High-k Dielectrics
	Air Force Research Laboratory Space Vehicles Directorate (VSSE)
	$41,992
	9/02 - 9/03

	Accurate Quantum Calculations of Nonlinear Optical Properties for Transition Metal Complexes, Co-PI T. R. Cundari
	NSF Supercomputing Center (NCSA)
	40,000 units
	6/98 - 6/99

	Purchase of Computational Chemistry Resource for the University of Memphis, Co-PIs T. R. Cundari, D. Franceschetti, D. Price
	NSF / Chemical Instrumentation, Chemistry Division
	$290,717
	8/97 - 7/98

	Renovation of J. M. Smith Chemistry Building at the University of Memphis, Co-PIs T. R. Cundari, T. Burkey, Y.S. Li
	NSF / Academic Research Infrastructure
	$294,422
	11/96 - 4/98

	Summer Faculty Research Program
	RDL/AFSOR
	$12,000
	5/97 - 9/97

	Accurate Quantum Calculations on Nonlinear Optical Properties for Transition Metal Complexes; Co-PI T. R. Cundari
	NSF Supercomputing Center (NCSA)
	4,000 units
	4/97 - 3/98

	Extensions to Hyperpolarizability Calculations
	AFOSR Augmentation Award for Science and Engineering Research Training (AASERT)
	$59,316
	5/93 - 5/96

	Nonlinear Optical Properties of Molecules
	AFOSR
	$278,250
	11/89 - 10/92

	Theoretical Studies of Homoaromatic Interactions
	University of Tennessee - Memphis
	Computer Time
	1988 - 1990

	Calculation of Non-Linear Optical Properties
	UES/AFOSR Research Initiation Proposal
	$20,000
	1/88 - 12/88

	Development of Polarization Propagator Methods
	Pittsburgh Supercomputer Center
	Computer time
	10/87 - 10/98

	Summer Faculty Research Program
	UES/AFOSR
	$10,160
	6/87 - 7/87


	Internal Support

	ACTIVITY
	AGENCY/SOURCE
	AMOUNT
	PERIOD

	Linux Workstation for Computational Chemistry Research
	Faculty Research Grant
	$4,000
	7/97 - 6/98

	Improved Chemistry Instructions using the WWW, Co-PI P. Bridson
	Technology Access Fee Awards
	$5,000
	5/97 - 3/98

	Superior Performance in University Research (SPUR) award
	Memphis State University
	$33,00
	6/92 - 6/93

	Superior Performance in University Research (SPUR) award
	Memphis. State University
	$3,300
	7/91 - 6/92

	Chemical Predictions for Total Charge Densities
	Faculty Research Grant
	$3,000
	8/87

	Theoretical Studies of Positron Chemistry
	Faculty Research Grant
	$3,000
	5/84 - 8/84


Appendix B

	Graduate Student Committees Chaired (degree, date awarded):  
                                                Crosby, Lonnie (PhD, Spring 2007)
                                                Labello, Nickolas (PhD, Fall 2006)
                                                Wilkins, Judah (MS, left program)
                                                Ferreira, Antonio (PhD, Summer 2000)
                                                Chen, Shihyen (PhD, Spring 1996)
                                                Korambath, Prakashan (PhD, Fall 1993)
                                                Chen, Shihyen (MS, Fall 1992)
                                                Sayyarpour, Farhad (PhD, Summer 1992)
                                                Kim, Won (PhD, Summer 1991)
                                                Kilzer, Patricia (PhD, Summer 1989) 

  

	 

	Postdoctoral Assistants: 
                                                Pluta, Tadeusz (1990-93)
                                                Antonio Ferreira (2001-2004)  

	 

	Member of Graduate Student Committee for (degree, date awarded, advisor): 
                                                Truc Chi Pham (PhD – Parrill)
                                                Shen, Wei (PhD – Lloyd)
                                                Hongbin Yuan (PhD May 2003– Parrill)
                                                Yong Zhao (PhD May 2003– Cundari)
                                                Taylor, Chris (MS Summer 2002 – Cundari)
                                                Marchetta, Jeff (PhD Summer 2002 – Hockstein, Mech. Eng.)
                                                Deng, Jun (PhD Summer 2001 – Cundari)
                                                Bautista, Debbie (PhD Spring 2001 – Parrill)
                                                Klinckman, Thomas (PhD Fall 2000 – Cundari)
                                                Zhou, Tie (PhD Fall 1999 – Cundari)
                                                Whitlock, Michael (MS Fall 1999 – Bridson)
                                                Fu, Wentao (PhD Summer 1999 - Cundari)

 

	 

	Undergraduate Research Students: 
                                                Evans, Shawnda (Fall 1998 – Spring 2001)
                                                Simone, Paul (Summer 2001 – Fall 2002)

	 


