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Coupling and Linkage in Biology", NORTH CAROLINA BIOTECHNQ@GY
CENTER, Research Triangle Park, NC, November 3-5, 2004

82.Invited Talk, "Simulation of Biological Systems withrigar-Scale and Multi-
Scale Approaches”, Computational and Theoretical Bio®gyposium, Rice
University, Houston, December 10-12, 2004

83.Invited Keynote Speech, "Simulations of nano and bio&ggstems”,
International Workshop on Theoretical and Computati@iemistry of Complex
Systems in conjunction with 3rd Chinese Theoretical amehfilitational
Chemistry Conference, Hong Kong University of ScienceTaahnology,
January 3-7, 2005

84.Invited Talk, "Simulation of Structures and Function®odteins with Linear-
scale and Multi-scale Approaches”, Symposium on Quangt&iology and
Modeling joint with and Science at the Edge Seminarhiden State University,
April 29, 2005



85. Invited Talk, "Potential and Orbital Functionals: Going beythe Exact
Exchange and towards van der Waals Interactions"”, CE®@Advkshop: VAN
DER WAALS FORCES AND DENSITY FUNCTIONAL THEORY, Lyag
France, June 13-17, 2005.

86. Invited Opening Lecture, "Simulation of chemical reactivemzyme with the
first-principles QM/MM free energy method", SoutheastTheoretical
Chemistry Association Meeting 2005, University of Tennedsaexville, June
17- 19, 2005

87.Invited Talk, "Potential and Orbital Functionals: CornelatEnergy and Analytic
Energy Gradients for OEP", Fifth Congress of therimational Society for
Theoretical Chemical Physics, New Orleans, Louisidabj, 20-26, 2005

88. Invited Talk, "Simulation of biomolecular systems wittnelar-scaling and multi-
scale methods", The 40th IUPAC (International UnioRoife and Applied
Chemistry) Congress, Innovation in Chemistry, Beijingin@, August 14-19,
2005

89.Invited Talk, "Simulation of chemical reactions in enzymith the first-
principles QM/MM free energy method", Workshop on Tletieal and
Computational Biology, Institute of High Energy PhysiChinese National
Academy of Sciences, Beijing, China, August 23-26, 2005

90.Invited Talk, "Going beyond B3LYP: Self-interaction freebange-correlation
energy functional for thermodynamics and kineticsgri¥g¢hop on Theoretical
and Computational Biology, Institute of High Energy PbysChinese National
Academy of Sciences, Beijing, China, August 23-26, 2005

91.Invited Talk, "Development and application of methods fdeihrining reaction
paths in enzymatic reactions ", American Chemical&gdiational Meeting,
Washington D.C.,August 28-September 1,2005

92.Invited Talk, "Going beyond B3LYP: Self-interaction freelbange-correlation
energy functional for thermodynamics and kineticdie Dth National
Symposium on Quantum Chemistry, Guilin, China,Octobet2,2005

93.Invited Talk, "Potential and Orbital Functionals: AnalyEnergy Gradients for
OEP and Self-Interaction-Free Exchange-CorrelaticgrdgnFunctional for
Thermochemistry and Kinetics", International Conferemic€omputational
Methods in Sciences and Engineering, Loutraki, Korint@egece, October 21-
26, 2005

94.Invited Talk, "Reaction path potential for complex biomalac systems derived
from mixed QM/MM methods", March Meeting of American Bizal Society,
Baltimore, March 13-17, 2006

95. Invited Talk, "Self-interaction-free exchange-correatfunctionals for
thermodynamics and kinetics", International SymposumiQuantitative
Quantum Chemistry," in honor of Dr. Thom Dunning, SdrgaNew
Mexico,March 17-20, 2006

96. Invited Talk, "Self-interaction-free exchange-correatfunctionals for
thermodynamics and kinetics", the XlIth Internatio@angress of Quantum
Chemistry, Kyoto, Japan, May 21-26, 2006



97.Invited Talk, "Designing Molecules by Optimizing Potentiatsie Ab Initio
Methods Symposium, the Canadian Society of Chemistry 2o@@erence,
Halifax, Nova Scotia, May 27-31, 2006

98. Invited Talk, "Simulations of Complex Biological Systemuith Quantum
Mechanics and Statistical Mechanics", the Sixth Cama@iomputational
Chemistry Conference (CCCC6), the University of Bril&umbia, Vancouver,
Canada, July 26-30, 2006

99.Invited Plenary Lecture, "Designing molecules by optimizingepoals”, The 4th
world-wide Chinese Theoretical and Computational ChemiStryference
(WCTCC), Kunming, China, August 6-10, 2006

100. Invited Talk, "Building Self-Interaction-Free Exchange-@tation
Functionals from the Adiabatic Connection”, the Int¢ional Workshop:
"Density functional theory meets strong correlatiadhg Montauk Yacht Club,
Long Island, New York, September 5-8, 2006

101. Invited Talk, "Simulations of Biological Systems withrDB and the
Divide-and-Conquer Linear Scaling Method", Symposium - DFAIB,
Approximate DFT Method: Theory and Applications, SponsorelIbgvier,
National ACS Meeting in San Francisco, Californigpt8eber 10-14, 2006

102. Invited Talk, "Free Energies of Chemical Reactions inylares and
Solutions: From Quantum Mechanics to Statistical Mechgriiggnposium -
"Beyond Michael Dewar's Legacy: Modern Semiempiric& Wheory",,
National ACS Meeting in San Francisco, Californigpt8eber 10-14, 2006

103. Invited Talk, "Simulations of Complex Biological Systemith Quantum
Mechanics and Statistical Mechanics", Midwest QuantgaBiiology Conference,
Mission Point Resort, Mackinac Island, Michigan. Seyter 29-October 1, 2006

104. Invited Talk, "Potential and Spin-Potential Functional
Formalisms",Symposium on "Recent Advances in Deiaityctional and
Applications”, 62nd ACS Southwest Regional Meeting, HoysIenas, October
19-22 2006

105. Invited Talk, "Optimized effective Potentials”, Oberwoliaé/orkshop
Mathematical and Numerical Aspects of Quantum Chenmiatoplems”,
Oberwolfach, Germany, October 22-28, 2006

Invited Presentations at Institutions

Invited Talk, University of California, Irvine, 1987.

Invited Talk, Duke University, 1987.

Invited Talk, Rice University, 1987.

Invited Talk, Florida State University, 1988.

Invited Talk, University of California-Los Angeles, 1988.

Invited Talk, Hunter College, City University of New York988.

Invited Talk, University of Arizona, 1988.

Invited Talk, "Density-Functional Theory of Large Moleestl A Divide-and-
Conquer Approach", Department of Chemistry, East Cardlimaersity, 1990.
Invited Talk, "Parallel Computation of Molecular Structyréhe North Carolina
Supercomputing Center, 1991.
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10.Invited Talk, "Direct Calculation of Electron Densi#:Divide-and-Conquer
Approach to Large Systems", Condensed Matter Seminar ribegd of Physics,
Duke University, 1991.

11.Invited Talk, "Density-Functional Theory of Large Moleesil A Divide-and-
Conquer Approach”. Physical Chemistry Seminar, Departnfeédhemistry,
University of North Carolina, Chapel Hill, 1992.

12.Invited Talk, "Practical Computational Schemes in Derfsitgctional Theory",
The North Carolina Supercomputing Center, 1992.

13.Invited Talk, "A Divide-and-Conquer Approach to Large Systef@®hdensed-
Matter Seminar, Department of Physics, University oftN@arolina, Chapel
Hill, 1992.

14.Invited Talk, "Implementation and Application of Densityri€tional Theory",
School of Pharmacy, University of North Carolina, Chafi#, 1992.

15.Invited Talk, "Structure and Energies of Bucky Onions"cleténstitute of
Molecular Science, National Research Council, Carb@i23

16.Invited Talk, "Structure and Energies of Bucky Onions", gi&ong University
of Science and Technology, Hong Kong, 1993.

17.Invited Talk, "Density Functional Approach to Large Molesulhe Shape of
Bucky Onions™, Peking Univeristy, Beijing, China, 1993.

18.Invited Talk, "Density-Functional Theory of Large Syst&n$andia National
Laboratories, Albuguerque, New Mexico, 1993.

19.Invited Talk, "A Divide-and-Conquer Method for Large Moleailthe Shape of
Bucky Onions", Physical Chemistry Seminar, The Universitylaryland,
College Park, 1993.

20.Invited Talk, "A Divide-and-Conquer Density-Functional Approackl its
Application to the Study of Bucky Onions", Chemistry Depeent Seminar,
Tulane University, New Orleans, April 23, 1994.

21.Invited Talk, "A Divide-and-Conquer Method for Large Systend its
Application to the Studies of the Structure and Energefi&icky Onions",
Chemistry Department Seminar, Duke University, Durham, NG#rolina,
September 9, 1994.

22.Invited Talk, "A Divide-and-Conquer Method and Its ApplicatioriLarge
Molecules", in the Workshop on Algorithms for Macronmiar Modeling,
Kansas Institute for Theoretical and Computational Scjdraerence, Kansas,
September 30-October 2, 1994.

23.Invited Talk, "A Divide-and-Conquer Method and Its ApplicatioriLarge
Molecules", Physical Chemistry Seminar, University tdit) Salt Lake City,
October 10, 1994.

24.Invited Talk, "Density Functional Theory and Order N Metsiy Molecular
Dynamics Seminar, North Carolina Supercomputing Centégb®@c27, 1994.

25.Invited Talk, "Development and Applications of A Divide-a@dnquer Linear-
Scaling Quantum Mechanical Computational Method for Maotecules”, The
Kansas Center for Advanced Scientific Computing, LaegeKansas, April 26,
1996.



26.Invited Talk, "Linear Scaling Quantum Mechanical Calculatitor
Macromolecules in Solution”, The Department of Phydittmg Kong University
of Science and Technology, Kowloon, Hong Kong, Octdl@er1996.

27.Invited Talk, "Linear-Scaling Quantum Mechanical Methods apdlidations:
Macromolecules in Solution”, Tam Kang University, Taiwi&iarch 10, 1997.

28.Invited Talk, "Linear-Scaling Quantum Mechanical Methods apgdlidations:
Macromolecules in Solution”, National Chung-Cheng Univgr§ihia-Yi,
Taiwan, March 11, 1997.

29.Invited Talk, "Describing van der Waals Interaction in Draic Molecules with
Generalized Gradient Approximations: the Role of thenarnge Functional”,
National Tsing-Hua University, Hsinchu, Taiwan, March 12, 1997.

30.Invited Talk, "Linear-Scaling Quantum Mechanical Methods apgdlidations:
Macromolecules in Solution”, National Tsing-Hua Univesskiisinchu, Taiwan,
March 13, 1997.

31.Invited Talk, "Linear-Scaling Quantum Mechanical Methods apdlidations:
Macromolecules in Solution”, National Taiwan Universtyd the Institute of
Atomic and Molecular Sciences, Taipei, March 14, 1997.

32.Invited Talk, "Linear-Scaling Quantum Mechanical Methods apdlidations:
Macromolecules in Solution”, Department of Chemidttgng Kong University,
Hong Kong, March 19,1997.

33.Invited Talk, "Linear-Scaling Quantum Mechanical Methods apgdlidations:
Macromolecules in Solution”, Department of Chemidttgng Kong University
of Science and Technology, Hong Kong, April 3, 1997.

34.Invited Talk, "Linear-Scaling Quantum Mechanical Methods apglidations to
Macromolecules in Solution ", Department of Chemistigiversity of
Pittsburgh, Pittsburgh, December 4, 1997.

35.Invited Talk, "Density Functional Theory and Linear-SaaMethods",
Department of Chemistry, Peking University, Beijing, Auglig 1998.

36. Invited Talk, "Density Functional Theory and Application®epartment of
Chemistry, Beijing Normal University, Beijing, August 19, 1998.

37.Invited Talk, "Fractional Number of Electrons and Seteraction Error in
Density Functional Theory", Institute of Solid Statey§ics, Chinese Academy of
Sciences, Hefei, August 25, 1998.

38.Invited Talk, "Linear-Scaling Quantum Mechanical Methods apgliéations to
Biological Macromolecules”, Department of Biologyhilersity of Science and
Technology of China, Hefei, August 26, 1998.

39.Invited Talk, "Linear Scaling Quantum Mechanical Computatiaihdds”,
Department of Computer Science, Duke University, Oct@h&f98.

40.Invited Talk, "Linear Scaling Quantum Mechanical Methods apglidations to
Biological Macromolecules ", Physics Colloquium, Umaigy of Louisville,
Kentucky, October 16, 1998.

41.Invited Talk, "A Pseudo-Bond Approach To Combining Quantum Mechhnic
And Molecualr Mechanical Methods", Quantum Theory Projdaiversity of
Florida, Gainesville, FL, December 9, 1998.

42.Invited Talk, "Quantum Mechanical Studies of Proteins and/Bps",
Department of Chemistry, University of Minnesota, Minneapdllay 3, 1999.



43.Invited Talk, "Linear Scaling Quantum Mechanical Methods apglidations to
Biological Macromolecules ", Department of Chemistipiversity of
Guannajuato, Mexico, May 3, 1999.

44.Invited Talk, "A Pseudo-Bond Approach To Combining Quantum Mechhnic
And Molecualr Mechanical Methods ", Department of Chemistiniversity of
Guannajuato, Mexico, May 3, 1999.

45.Invited Talk, "Quantum Mechanical Studies of Proteins and/Bes",
Biophysics Seminar, Duke University, Durham, September 13, 1999.

46.Invited Talk, "Degenerate Ground States and Fractional Nisddd=lectrons in
Density and Reduced Density Matrix Functional Theory ", Dement of
Synthetic and Biological Chemistry, Kyoto Universiiyoto, September 18,
2000.

47.Invited Talk, "Nonothorgonal Localized Molecular Orbitgl®epartment of
Synthetic and Biological Chemistry, Kyoto Universiiyoto, September 18,
2000.

48.Invited Talk, "Study of enzyme reaction mechanisms withresite functional
theory QM/MM method; application to Enolase”, DeparttedrSynthetic and
Biological Chemistry, Kyoto University, Kyoto, Septeent21, 2000.

49.Invited Talk, "Linear Scaling Electronic Structure Methods Applications to
Large Systems", Department of Engineering Physics, Kuystiversity, Kyoto,
October 3, 2000.

50.Invited Talk, "Degenerate Ground States and Fractional Nisnd§d=lectrons in
Density and Reduced Density Matrix Functional Theory ", Btepent of Applied
Chemistry, Tokyo University, Tokyo, October 10, 2000.

51.Invited Talk, "Free energy calculation of enzyme reastivith a DFT QM/MM
method; application to Enolase”, Department of ChegpiSine State University
of New Jersey, Rutgers, Piscataway, December 12, 2000.

52.Invited Talk, "Computational studies of Enzymes and ProteitisQuantum
Mechanical Methods", Department of Chemistry, Universitilorida,
Gainesville, FL, February 14, 2001.

53.Invited Talk, "Computational studies of Enzymes and ProteitisQuantum
Mechanical Methods", Department of Chemistry, Indidnaversity,
Bloomington, IN, April 12, 2001.

54.Invited Talk, "Development of a DFT QM/MM free energythmad for enzyme
reactions and application to enolase”, Departmentehtstry, University of
Arkansas, Fayetteville, AR, September 17, 2001.

55.Invited Talk, "Computater Simulations of Enzymes and Proteitis Quantum
Mechanical Methods: Developemnt and Applications”, Computak Chemistry
GRID Conference, University of Kentucky, Lexington, KertyjcOctober 16-17,
2001.

56. Invited Talk, "Developments and applications of a DFT QM/Nibk energy
method for simulation of chemical reactions in enzyimBspartment of
Chemistry, Purdue University, January 30, 2002.

57.Invited Talk, "Developments and applications of a DFT QM/Nibk energy
method for simulation of chemical reactions in enzyimBspartment of
Chemistry, Princeton University, February 14, 2002.



58.Invited Talk: "Direct method for optimized effective pdiafs in density
functional theory", North Carolina Supercomputing Cergrjl 25, 2002.

59.Invited Talk, "Quantum Mechanical Studies of Protein Dynaraie$ Functions”,
Condensed Matter Seminar Series, Department of Phixi&e, University, May
2, 2002.

60. Invited Talk, "Developments and applications of a DFT QM/Nisk energy
method for simulation of chemical reactions in enzyim8shool of Life Science,
University of Science and Technology, Hefei, China, Au@3st2002.

61.Invited Talk, "Direct method for optimized effective pdials in density
functional theory", Theoretical Chemistry LaborgtdPeking University, China,
August 29, 2002.

62.Invited Talk, "Developments and applications of a DFT QM/Nt&E energy
method for simulation of chemical reactions in enzyin8tacy Institute,
National Research Council, Ottawa, Canada, October 18, 2002.

63.Invited Talk, "Simulation of Chemical Reactions in Enagwith a DFT
QM/MM free energy method", Florida State Universigndary 22, 2003.

64.Invited Talk, "Simulation of Chemical Reactions in Enagwith a DFT
QM/MM free energy method", Ohio State University, JamP8,2003.

65. Invited Talk, "Simulation of Chemical Reactions in Enagwith a DFT
QM/MM free energy method", Old Dominion University,dfeary 21, 2003.

66. Invited Talk, "Simulation of Chemical Reactions in Enagwith a DFT
QM/MM free energy method", Physical Chemistry Semitfas,University of
North Carolina, Chapel Hill, April 23, 2003.

67.Invited Talk, "Exploring the Space of the Kohn-Sham Potlsfitiaboratoire de
Chimie Théorigue CNRS et Université Paris Réris, France, October 16, 2003.

68. Invited Talk, "Simulation of Chemical Reactions in Enagwith a DFT
QM/MM free energy method", Physical Chemistry Semitfag,University of
Wisconsin, Madison, February 24, 2004

69.Invited Talk, "Simulation of Chemical Reactions in Enagwith a DFT
QM/MM free energy method", Physical Chemistry Semihadiana University,
Bloomington, February 6, 2004

70.Invited Talk, "Simulation of Chemical Reactions in Enagwith a DFT
QM/MM free energy method", Physical Chemistry Semikhmyversity of Notre
Dame, April 15, 2004

71.Invited Talk, "Simulation of Chemical Reactions in Enagwith a DFT
QM/MM free energy method", Chemistry Departmental Bam Argonne
National Laboratory, April 19, 2004

72.Invited Talk, "Simulation of Chemical Reactions in Enagwith a DFT
QM/MM free energy method", Seminar, Department of GhehiEngineering,
North Carolina State University, April 27, 2004

73.Invited Talk, "Simulation of Chemical Reactions in Enagi, Hong Kong
University of Science and Technology, Department of CsemiJune 18, 2004

74.Invited Public Lecture, "Computer Simulations of Nano anddgjical Systems”,
City University of Hong Kong, June 24, 2004



75.Invited Talk, "Simulation of nano and biological systesiih linear scaling and
multi-scale approaches”, Seminar, Physics Departmeingiisa University, July
23, 2004

76.Invited Departmental Colloquium, "Simulation of biolodisgstems with linear-
scale and multi-scale approaches”, Department of Phi¥mise Forest
University, November 11, 2004

77.Invited Talk, "Simulation of biological systems with larescale and multi-scale
approaches”, Department of Chemistry, Emory Universibyember 22, 2004

78.Invited Talk, "Development of potential and orbital functifor accurate
description of thermochemistry and kinetics", Departnaéi@hemistry, The
Pontificia Universidad Catdlica de Chile, Santiago, Cliildy 13, 2005

79.Invited Talk, "Going beyond B3LYP: Self-interaction freeclkange-correlation
energy functional for thermodynamics and kinetics#pBrtment of Physics,
Tisnghua University, Beijing, August 12, 2005

80.Invited Talk, "Advancing the frontiers of quantum mechanso@ulation for
complex biological systems and with higher accuracytidwal Laboratory,
University of Science and Technology, Hefei, August 19, 2005

81.Invited Talk, "Advancing the frontiers of quantum mechanso@ulation for
complex biological systems and with higher accuracytok Haven National
Laboratory, Uptown, New York, November 9, 2005

82.Invited Talk, "Computer Simulation of Biological Systemish Linear-Scale and
Multi-Scale Approaches”, Laboratory of Structural, ibial Institute of
Environmental Health, Research Triangle Park, North idasoDecember 1,
2005.

83.Invited Talk, Physics Colloquium, "Conductance Through SiiMyéecules:
What Molecules Can Do and How Well Theory Descrilies-ree University of
Berlin, Berlin, June 16, 2007.

84.Invited Talk, Physical Chemistry Seminar, "Conductanceidjin Single
Molecules: What Molecules Can Do and How Well Thelbegcribes it",
University of Michigan, Ann Arbor, September 28, 2006

Invited Presentations Given by Other Group Members
or Collaborator

1. Invited Talk,Paula Mori-SanchezAron J. Cohen, Mel Levy, and Weitao Yang,
"Development of exchange-correlation functionals fibeadiabatic
connection”, Fifth Congress of the International Siydier Theoretical Chemical
Physics, New Orleans, Louisiana, July 20-26, 2005

2. Invited Talk,Paula Mori-SanchezAron J. Cohen and Weitao Yang,
"Development of exchange-correlation functionals fitbesadiabatic
connection”, Frontier Applications and DevelopmentBerfisity Functional
Theory: A Symposium in Honor of Robert G. Parr's &itthday, the 231st
National Meeting of the American Chemical Society réfa26-30, 2006, Atlanta,
Georgia.



3.

Invited Talk,Aron CohenPaula Mori-Sanchez and Weitao Yang, "Assessment of
exchange correlation functionals from the adiabatimeation”, Frontier
Applications and Developments of Density Functionadiy: A Symposium in
Honor of Robert G. Parr's 85th Birthday, the 231st Natidfeeting of the
American Chemical Society, March 26-30, 2006, Atlanta, Giaor

Invited Talk,Mel Levy Aron Cohen, Paula Mori-Sanchez and Weitao Yang,
"Early Days of DFT with RGP and a General Theoridgbrids", Frontier
Applications and Developments of Density Functionadiy: A Symposium in
Honor of Robert G. Parr's 85th Birthday, the 231st Natidfeeting of the
American Chemical Society, March 26-30, 2006, Atlanta, Giaor

Invited Talk,Hao Hu Jan Hermans and Weitao Yang, "Effective applicatibn
SCCDFTB in simulating structural and thermodynamic prisggenf molecular
systems", Symposium - DFTB, An Approximate DFT Metholdedry and
Applications, Sponsored by Elsevier, National ACS MegtmSan Francisco,
California, September 10-14, 2006

Poster Presentations and Contributed Talks

wmn

Poster presentation, the Fifth American Conferenc&r@oretical Chemistry,
Jackson, Wyoming, 1984.

Poster presentation, Chemical Dynamics Conferencegriail, California, 1989.
Poster Presentation, Chengteh Lee and Weitao Yang,Dihde-and-Conquer
Density-Functional Computational Method: Molecular ingd Rotation”, The
North Carolina Supercomputing Center, 1991.

Oral Contributed Presentation, "Direct Calculatiortgctron Density: A Divide-
and-Conquer Approach to Large Molecules”, Fall meetinge@Southeastern
Section of the American Physical Society, 1991.

Poster Presentation, "A Divide-and-Conquer Approach tgd_8folecular and
Solid-State Systems", 11th Canadian Symposium on Tiesdr€hemistry,
Montreal, Canada, 1992.

Oral Presentation, "Density Functional Approach to Laigéecules”, 34th
Congress of the International Union of Pure and Appliedriistry, Beijing,
China, 1993.

. Poster Presentation, "Theory and Applications ofadetand-Conquer Method

for Large Molecules”, the 8th International CongreiSQwantum Chemistry,
Prague, Czech, July 19-23, 1994.

Poster Presentation, "Free energy calculations pynes reactions with an
efficient iterative procedure to determine minimum engraiyhs on a combined
ab initio QM/MM potential energy surface; ApplicationEoolase A Pseudo-
Bond Approach To Combining Quantum Mechanical And Molecualr sieichl
Methods ", the 10th International Congress of Quantinendstry, Menton,
France, June 5-10, 2000.

Poster Presentation, "Nonothorgonal Localized MokcOlrbitals in Electronic
Structure Theory ", Satellite Symposium of the 10thrh@gonal Congress of
Quantum Chemistry, Menton, France, June 11-14, 2000.



10.Invited Talk, (given by Postdoctoral Associate Haiyan L@Qu&ntum
Mechanical Studies of Proteins: Enzyme Catalysis and DigsanT hird
International Workshop on Methods for Macromoleculardglong, October 12-
14, 2000.

11.Poster Presentation, (given by Postdoctoral Asso¥iagkai Zhang)
"Developement of a DFT QM/MM free energy method fozygme reactions”,
Third International Workshop on Methods for Macromolaciodeling,
October 12-14, 2000.

12.Poster Presentation, "Developement of a DFT QM/N@é energy method for
enzyme reactions and application to enolase", "Wedoahat" Symposium in
Memory of Michael C. Zerner, Gainesville, Florida,ymber 16 - 18, 2000.

13.Poster Presentation, "Developement of a DFT QM/Né@é energy method for
enzyme reactions and application to enolase", Sanymep8sium, St. Augustine,
Florida, February 24-March 2, 2001.

14.Poster Presentation, "Molecular Quantum MechanicsRigjket Answer for the
Right Reason- An International Conference in Hond?Praffessor Ernest R.
Davidson", Seattle, WA, July 22-26, 2001.

15. Contributed Talk, "Interactions in Isolated Quantum Dét&ensity Functional
Theory Study", Hong, Jiang, Harold Baranger, Weitao Yamgerican Physical
Society March Meeting, Indianapolis, March 18-22, 2002.

16. Poster Presentation, Zhenyu Lu, Haiyan Liu, Weitao Y&A§M/MM Study on
the Phosphodiesterase-Free Enzyme and Complex”, Ameé2ivamical Society
National Meeting, Orlando, April 7-11, 2002.

17.Poster Presentation, G. Andres Cisneros, Halyanvingkai Zhang and Weitao
Yang, "QM/MM Study of the Reaction Mechanism of 4-Oxaftonate
Tautomerase", American Chemical Society National Meet®Orlando, April 7-
11, 2002.

18. Poster, "Density Functional Theory Calculations v@brrect Long Range
Potentials”, Qin Wu and Weitao Yang, Sandia Nationalblratory Workshop on
Quantum Mechanical Techniques: Exchange-Correlation Fuatimbensity
Functional Theory, Albuquerque, New Mexico, August 14-16 2002

19.Invited Talk, "Coherence and Correlation in Electronic d&ructures”, Harold
U. Baranger, Shailesh Chandrasekharan, and Weitao W&fgNanoscale
Science and Technology Grantee Conference, Decemagonhiil Science
Foundation, Arlington, 11-13, 2002.

20. Contributed Talk, "Spin and Conductance Peak-Spacing Dustiis in Isolated
and Realistic Quantum Dots: A Density Functional Thetudy", Hong Jiang,
H. U. Baranger, D. Ullmo and Weitao. Yang, Americangitsl Society
Meeting, Austin, Texas, March, 2003.

21.Contributed Talk, "Addition Energy of Fullerenes andlfar Nanotubes as
Quantum Dots", San-Huang Ke, Harold U. Baranger, Weft@tg, American
Physical Society Meeting, Austin, Texas, March, 2003.

22.Poster, "Density Functional Theory Calculations v@ttrrect Long Range
Potentials”, Qin Wu and Weitao Yang, the 225th ACS Natibieeting
(Division of Physical Chemistry), New Orleans, LA, Mar23-27, 2003.



23.Poster, "Density Functional Theory Calculations v@ttrrect Long Range
Potentials”, Qin Wu and Weitao Yang, the 225th ACS Natibieeting
(Division of Physical Chemistry), New Orleans, LA, Mar23-27, 2003.

24.Poster, "OMP Decarboxylase: A Theoretical Investigdfidmy J. Boone Jan
Hermans, and Weitao Yang,Sanibel Symposium, St. Augusiowdd; February
28 - March 5, 2004

25.Poster, "Minimum Energy Reaction Paths with The Metbiddultipliers",
Steven K. Burgeand Weitao Yang, Sanibel Symposium, St. Augustine, Florida
February 28 - March 5, 2004

26.Poster, "Reaction Path Potential Derived from ab igid/MM Calculations”,
Zhenyu LuMinliang Wang and Weitao Yang, Sanibel Symposium, St.
Augustine, Florida, February 28 - March 5, 2004

27.Poster, "A new second order perturbation theory entenggtional within density
functional theory"Paula Mori-SanchezQin Wu, and Weitao Yang, Sanibel
Symposium, St. Augustine, Florida, February 28 - March 5, 2004

28.Poster, "A direct optimization method for calculgtotensity functionals and
exchange correlation potentials from electron densjtwgitao Yangnd Qin
Wu, Sanibel Symposium, St. Augustine, Florida, February 28reiv5, 2004

29.Poster, "A new second order perturbation theory entenggtional within density
functional theory"Paula Mori-SanchezQin Wu, and Weitao Yang, Sanibel
Symposium, St. Augustine, Florida, February 28 - March 5, 2004

30.Poster, "Algebraic equation and iterative optimizafmmthe optimized effective
potential in density functional theoryQin Wy and Weitao Yang, Sanibel
Symposium, St. Augustine, Florida, February 28 - March 5, 2004

31.Poster, "The protein backbone makes important contriteitio 4-oxalocrotonate
tautomerase enzyme catalysis: Understanding from tleeahexperiment'G.
Andres Cisnerg®eter Silinski, Michael C. Fitzgerald and Weitao Y&agnibel
Symposium, St. Augustine, Florida, February 28 - March 5, 2004

32.Poster, "Transmission coefficient and free enerdguéation for proton transfer
in TIM on Ab initio QM/MM potential energy surfaceMingliang Wang Zhenyu
Lu and Weitao Yang, Sanibel Symposium, St. Augustine, FloFelruary 28 -
March 5, 2004

33.Contributed Talk, "Intermolecular Transport in Molecutdectronics Devices",
Rui Liu San-Huang Ke, H. Baranger, and Weitao Yang, Ameritgsi€al
Society Meeting, Montreal, Canada, March, 2004

34.Contributed Talk "Molecular Conductance: Effects of @aht#Atomic Structure
and Anchoring Group'$San-Huang KeH. U. Baranger, and Weitao Yang,
American Physical Society Meeting, Montreal, Canadarad, 2004

35. Contributed Talk, "Electron Transport Through Molecufgstf-consistent and
Non-self-consistent ApproacheSan-Huang KeH. U. Baranger, and Weitao
Yang, American Physical Society Meeting, Montreal, &k March, 2004

36. Contributed Talk, "Gate and Scrambling Effects in Real@u@antum Dots",
Hong Jiang D. Ullmo, H. U. Baranger, and Weitao Yang, Americéuydtcal
Society Meeting, Montreal, Canada, March, 2004



37.Contributed Talk, "Spin Density Functional CalculatidmsQuantum Dots: How
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