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[R7] J.I. Siepmann, `Monte Carlo calculations for the mechanical relaxation of a self-assembled
monolayer and for the structures of alkane/metal interfaces',Trib ology Lett. 1, 191{199(1995).

[R8] J.I. Siepmann, `Monte Carlo calculations for vapor-liquid phase equilibria in Langmuir
monolayers', Prog. Colloid Polymer Sci. 103, 280{285 (1997).

[R9] J.I. Siepmannand I.R. McDonald, `Simulations of self-assembled monolayers of thiols on gold',
Thin Films 24, 205{226 (1998).

[R10] J.I. Siepmann,`An intro duction to the Monte Carlo method for particle simulations', in \Mon te
Carlo Methods in Chemical Physics", eds. D.M. Ferguson,J.I. Siepmann, and D.G. Truhlar,
Adv. Chem. Phys. 105, 1{12 (1999).

[R11] J.I. Siepmann, `Monte Carlo methods for simulating phase equilibria of complex °uids', in
\Mon te Carlo Methods in Chemical Physics", eds. D.M. Ferguson,J.I. Siepmann, and D.G.
Truhlar, Adv. Chem. Phys. 105, 443{460 (1999).

[R12] M.G. Martin, J.I. Siepmann, and M.R. Schure, `Exploring multicomponent phase equilibria
by Monte Carlo simulations: Towards a description of gas-liquid chromatography', in \Uni¯ed
Chromatography", ACS Symposium Series,Vol. 748, pp. 82{95, eds. J.F. Parcher and T.L.
Chester (ACS Books, Washington, 2000).

[R13] J.M. Stubbs, B. Chen, J.J. Poto®, and J.I. Siepmann,`Monte Carlo calculations for the phase
equilibria of alkanes,alcohols,water, and their mixtures', Fluid PhaseEq. 183/184 , 301{309
(2001).

[R14] C.D. Wick, M.G. Martin, J.I. Siepmann,and M.R. Schure, `Simulating Retention in Gas-Liquid
Chromatography: Benzene,Toluene, and Xylene Solutes', Intl. J. Thermophys. 22, 111{122
(2001).

[R15] J.I. Siepmann,`Challengesin the development of transferable force ¯elds for phaseequilibrium
calculations,' in \F orum 2000: Fluid Properties for New Technologies, Connecting Virtual
Designwith Physical Reality", NIST Special Publication 975,pp. 110{112,edsJ.C. Rainwater,



J.I. Siepmann Curriculum Vitae 9

D.G. Friend, H.H.J.M. Hanley, A.H. Harvey, C.D. Holcomb, A. Laesecke, J. Magee, and C.
Muzny (NIST, Boulder, 2001).

[R16] M.J. McGrath, J.I. Siepmann,I-F.W. Kuo, C.J. Mundy, J. VandeVondele,M. Sprik, J. Hutter,
F. Mohamed, M. Krack, and M. Parrinello, `Toward a Monte Carlo program for simulating
vapor{liquid phaseequilibria from ¯rst principles,' Comp. Phys. Comm. 169, 289{294 (2005).

[RP17] J.I. Siepmann, B. Chen, M.G. Martin, C. Wick, and N.D. Zhuravlev, `Phase behavior of
alkanes', Adv. Chem. Phys., in preparation (invited review).

[RP18] J.I. Siepmann, `Molecular modeling of phase equilibria of complex °uids', Adv. Phys., in
preparation (invited review).

[RP19] J.I. Siepmannand J.J. Poto®, `Computing phaseequilibria', Rev. Comput. Chem., in prepara-
tion (invited review).

[RP20] M.G. Martin, C.D. Wick, B. Chen, and J.I. Siepmann,`Con¯gurational-bias Monte Carlo meth-
ods for linear, branched, and cyclic chain moleculeswith strong intramolecular interactions',
Intl. Rev. Phys. Chem., in preparation (invited review).

Technical Rep orts

[T1] J.I. Siepmann, `Monte Carlo simulations of linear surfactants', Report on Air Force Contract
No. F29601-95-C-0048\Impro ved per°uorinated water-displacement formulation and process",
April 1997(46 pagesplus 40 ¯gures).

[T2] C.D. Wick, J.M. Stubbs, N.D. Zhuravlev, J.I. Siepmann,T. Morrow, E.J. Maginn, J.J. Poto®,
S. Wierzchowski, and D.A. Kofke, `Fluid properties simulation challenge: Predictions by the
Great LakesRegressors',submitted for First Industrial Fluid Properties Challenge, Sept. 2002
(81 pagesincluding ¯gures).

Bo oks Edited
¤[B1] \Mon te Carlo Methods in Chemical Physics", eds. D.M. Ferguson,J.I. Siepmann, and D.G.

Truhlar, Advancesin Chemical Physics, Vol. 105 (Wiley: New York, 1999).
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In vited Lectures and Seminars

1. \Mon te Carlo calculations for a two-dimensional lattice monolayer"
Joint Cambridge-Southampton Simulation Meeting, Cambridge, United Kingdom (1/89)

2. \Direct calculation of the excesschemical potential of chain molecules"
CCP5 Workshop on `Simulation of Polymers', Daresbury, United Kingdom (11/89)

3. \Direct calculation of the excesschemical potential using Rosenbluth's self-avoiding random walk
scheme"
FOM Institute AMOLF, Amsterdam, The Netherlands (12/89)

4. \Simulations of phantom bonds and ghost particles"
Department of Chemistry, Cambridge, United Kingdom (5/90)

5. \Con¯gurational-bias Monte Carlo simulations of two-dimensional lattice polymers"
CCP5 Workshop on `Flexible Moleculeson Surfaces',Southampton, United Kingdom (5/90)

6. \Con¯gurational-bias Monte Carlo"
FOM Institute AMOLF, Amsterdam, The Netherlands (7/90)

7. \Con¯gurational-bias Monte Carlo"
IBM Research Laboratory, ZÄurich, Switzerland (8/90)

8. \Con¯gurational-bias Monte Carlo: Theory and Applications"
Department of Chemistry, ETH ZÄurich, Switzerland (7/91)

9. \Mon te Carlo simulations of self-assembled alkyl-thiol monolayers"
CECAM Discussion Meeting on `Amphiphiles, Surfactants and Micelles at Liquid Interfaces:
Perspectivesfor Computer Simulation', Paris, France (11/91)

10. \Simulations of monolayers: alkyl thiols on gold and water on platinum and nickel"
FOM Institute AMOLF, Amsterdam, The Netherlands (3/92)

11. \Con¯gurational-bias Monte Carlo calculations of polymeric materials"
CompetenceCentre in Computational Chemistry C4, ETH ZÄurich, Switzerland (7/92)

12. \Con¯gurational-bias Monte Carlo: Applications to monolayers"
CECAM Workshop on `New directions in Polymer Simulation', Paris, France (7/92)

13. \Mon te Carlo studies of the microscopicproperties of organic thin ¯lms"
NATO Advanced Research Workshop on `Computations for the Nano-Scale', Aspet, France
(10/92)

14. \Domain formations in self-assembled monolayers"
IBM Research Laboratory, ZÄurich, Switzerland (11/92)

15. \Phase behaviour of n-alkanes"
Koninklijk e/Shell-Laboratories, Amsterdam, The Netherlands (2/93)

16. \Critical properties of n-alkanes"
Pool de Physique, Universit¶e Libr ¶e de Bruxelles, Brussels,Belgium (5/93)

17. \Critical properties of n-alkanes"
Amsterdam Simulation Meeting, Amsterdam, The Netherlands (6/93)

18. \Fluid phaseequilibria of n-alkanes( C5H12 to C48H98 ) by con¯gurational-bias Monte Carlo"
Institut fÄur FestkÄorperforschung, Forschungszentrum JÄulich, Germany (6/93)

19. \Con¯gurational-bias Monte Carlo: Background and application to the calculation of phase
equilibria"
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Laboratory for Research on the Structure of Matter, University of Pennsylvania, Philadelphia,
PA (9/93)

20. \Mon te Carlo calculations for monolayers"
Biophysics Laboratory, National Institute of Health, Bethesda,MD (10/93)

21. \Langm uir monolayers of pentadecanoicacid: A Monte Carlo study"
Institute for Physical Chemistry, University of Mainz, Germany (12/93)

22. \Simulating the critical properties of complex °uids"
CECAM Workshop on `New Algorithms for Molecular Dynamics and Monte Carlo Simulations',
Paris, France (12/93)

23. \New approachesfor simulating complex °uids"
JamesFranck Colloquium, University of Chicago, Chicago, IL (12/93)

24. \New approachesfor simulating complex °uids"
Department of Chemistry, University of Minnesota, Minneapolis, MN (1/94)

25. \New approachesfor simulating complex °uids"
Department of Chemistry, University of Miami, Coral Gables,FL (1/94)

26. \New approachesfor simulating complex °uids"
Department of Chemistry, Louisiana State University, Baton Rouge,LA (1/94)

27. \Mon te Carlo calculations for alkanesin the grand-canonicaland Gibbs ensembles"
Ethyl ChemicalsCorp., Baton Rouge,LA (2/94)

28. \Mon te Carlo simulations of self-assembled monolayers and Langmuir ¯lms"
Xerox Research Centre of Canada, Mississauga,Ontario, Canada (3/94)

29. \New approachesfor simulating complex °uids"
Chemical Technology Division, Oak Ridge National Laboratory, TN (4/94)

30. \Mon te Carlo calculations for hydrocarbons and organic monolayers"
Complex SystemsTheory Branch, Naval Research Laboratory, Washington, DC (5/94)

31. \Simulating alkanes: vapor-liquid equilibria and distribution in con¯ned media"
Department of Chemical Engineering, University of Pennsylvania, Philadelphia, PA (5/94)

32. \Mon te Carlo calculations for organic monolayers"
208th ACS National Meeting, Symposium on `Computer Simulations of Lipid Bilayers and other
Liquid Crystals', Washington, DC (8/94)

33. \Mon te Carlo calculations for the vapor-liquid equilibria of linear and branched alkanes"
Alb emarle Corporation, Research and Development Center, Baton Rouge,LA (9/94)

34. \Ho w can we calculate VLE for complex °uids? What stands behind CBMC and GEMC?"
CondensedMatter Theory, Department of Physics, University of Minnesota, Minneapolis, MN
(11/94)

35. \Mon te Carlo simulations in materials science:I. Ensembles"
\Mon te Carlo simulations in materials science:I I. Con¯gurational-bias Monte Carlo"
\Mon te Carlo simulations in materials science:I I I. Applications"
ICTP Workshopon `Computational Methods in Materials Scienceand Engineering', International
Centre for Theoretical Physics, Trieste, Italy (6/95)

36. \Mon te Carlo calculations for the vapor-liquid phaseequilibria in Langmuir monolayers"
210th ACS National Meeting, Symposium on `Interfacial Structure: Amphiphiles at Vapor-Liquid
Interfaces', Chicago, IL (8/95)
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37. \Molecular simulations in micropores"
Porous Media Seminar Series, Department of Chemical Engineering and Materials Science,
University of Minnesota, Minneapolis, MN (10/95)

38. \Exploring the phaseequilibria of complex °uids by Monte Carlo calculations"
Max-Planck-Institute for CondensedMatter Research, Stuttgart, Germany (11/95)

39. \Exploring the phaseequilibria of complex °uids by Monte Carlo calculations"
IBM Research Laboratory, ZÄurich, Switzerland (11/95)

40. \Mon te Carlo calculations for organic thin ¯lms: SAMs, Langmuir ¯lms, and alkane/metal
interfaces"
Gordon Research Conferenceon `Organic Thin Films', Ventura, CA (1/96)

41. \Exploring the phase equilibria and critical properties of complex °uids by Monte Carlo
simulations"
American Physical Society, March Meeting 1996,Sessionon `DMP: Materials Theory { Simula-
tions, Methods and Energy Schemes',St. Louis, MO (3/96)

42. \Molecular simulation studies of tip-sample interactions"
EPSRC Workshop on `Tip-Sample Interactions', Cambridge, United Kingdom (4/96)

43. \Fluid phaseequilibria of hydrocarbons and derivatives"
CECAM Workshop on `TransferablePotentials for PhaseEquilibria Calculations', Lyon, France
(5/96)

44. \Mon te Carlo calculations for organic thin ¯lms"
Department of Chemistry, Princeton University, Princeton, NJ (7/96)

45. \Simulating phaseequilibria and transport properties of complex °uids"
Corporate Research ScienceLaboratories, Exxon Research and EngineeringCompany, Annandale,
NJ (7/96)

46. \Molecular simulations of surfactants: A primer"
Gordon Research Conferenceon `Chemistry at Interfaces', Meriden, NH (7/96)

47. \Mon te Carlo calculations for organic thin ¯lms"
Department of Physics, University of Missouri, Columbia, MO (11/96)

48. \Exploring phaseequilibria of complex °uids by Monte Carlo simulations"
Rohm and Haas Company, Spring House,PA (2/97)

49. \Exploring phaseequilibria and critical properties of complex °uids by Monte Carlo simulations"
American ChemicalSociety, 1997Computing in Scienceand Engineering,Birmingham, AL (5/97)

50. \Simulating phaseequilibria of complex °uids"
1997Midwest Thermodynamics and Statistical Mechanics Conference,Lake Geneva, WI (5/97)

51. \Mon te Carlo simulations for polarizable water"
Max-Planck-Institute for CondensedMatter Research, Stuttgart, Germany (4/98)

52. \Mon te Carlo simulations for polarizable water"
CECAM Workshop on `Algorithms for Simulating Complex Molecular Systems', Lyon, France
(4/98)

53. \Exploring phaseequilibria of complex °uids by Monte Carlo simulations"
31st ACS Great Lakes Regional Meeting, Symposium on `Computer Modeling of Materials and
Biomaterials', Milw aukee,WI (6/98)
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54. \Simulating retention in gas-liquid chromatography: Alkane solutes and squalane stationary
phase"
216th ACS National Meeting, Symposium on `Uni¯ed Chromatography', Boston, MA (8/98)

55. \No vel Monte Carlo algorithms for polarizable force ¯elds"
216th ACS National Meeting, Symposium on `Molecular Simulation with extendedLagrangians:
Simulations in Di®erent Ensembles', Boston, MA (8/98)

56. \Exploring phaseequilibria of complex °uids by Monte Carlo simulations"
Department of Chemical Engineering, SUNY at Bu®alo, NY (9/98)

57. \Exploring phaseequilibria of complex °uids by Monte Carlo simulations"
Department of Chemistry, University of Wisconsin, Madison, WI (9/98)

58. \Exploring phaseequilibria of complex °uids by Monte Carlo simulations"
Department of Chemistry, Iowa State, Ames, IA (10/98)

59. \Exploring phaseequilibria of complex °uids by Monte Carlo simulations"
Department of Chemistry, Purdue University, West Lafayette, IN (10/98)

60. \Mon te Carlo calculations for self-assembled alkyl thiol monolayers and alkane thin ¯lms"
JRCAT Workshop on `Technology for Identifying & Manipulating Atoms & Molecules',Tsukuba,
Japan (1/99)

61. \Simulating phase equilibria of complex °uids: Towards a molecular description of gas-liquid
chromatography"
Department of Chemistry, Northwestern University, Evanston, IL (4/99)

62. \Coupled-decoupled con¯gurational-bias Monte Carlo and adiabatic nuclear and electronic
sampling Monte Carlo"
Department of Chemical Engineering, University of California, Los Angeles,CA (5/99)

63. \Exploring phaseequilibria of complex °uids by Monte Carlo simulations"
Department of Chemistry, University of California, Irvine, CA (5/99)

64. \Simulating retention in gas-liquid chromatography: Alkane solutes and squalane stationary
phase"
1999Midwest Thermodynamics and Statistical Mechanics Conference,Detroit, MI (5/99)

65. \Exploring phaseequilibria of complex °uids by Monte Carlo simulations"
Center for Molecular and Engineering Thermodynamics, University of Delaware, Newark, DE
(6/99)

66. \Exploring phaseequilibria of complex °uids by Monte Carlo simulations"
Institute for Physical Scienceand Technology, University of Maryland, CollegePark, MD (6/99)

67. \Simulating phase equilibria of complex °uids: Towards a molecular description of gas-liquid
chromatography"
Physical and Chemical Properties Division, National Institute of Standards and Technology,
Gaithersburg, MD (6/99)

68. \Adiabatic nuclear and electronic sampling Monte Carlo"
Center for Molecular Modeling, University of Pennsylvania, Philadelphia, PA (6/99)

69. \Simulating phase equilibria of complex °uids: Towards a molecular description of gas-liquid
chromatography"
Department of Chemical Engineering, Princeton University, Princeton, NJ (6/99)

70. \Adiabatic nuclear and electronic sampling Monte Carlo"
Department of Chemistry, ETH ZÄurich, Zurich, Switzerland (8/99)
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71. \Adiabatic nuclear and electronic sampling Monte Carlo"
Max-Planck-Institute for CondensedMatter Research, Stuttgart, Germany (8/99)

72. \Adiabatic nuclear and electronic sampling Monte Carlo"
Department of Chemical Engineering, University of Amsterdam, Amsterdam, The Netherlands
(8/99)

73. \Mon te Carlo methods for chemical systems: Ensembles, biased sampling, adiabatic sampling,
and selectedapplications" (4 lectures)
9th Jyvaskyla Summer School in Chemistry, Jyvaskyla, Finland (8/99)

74. \Exploring phaseequilibria of complex chemical systems"
Department of Chemistry, University of Minnesota, Minneapolis, MN (10/99)

75. \Simulating retention in gas-liquid chromatography"
Mardi Gras 2000Conferenceon `Materials Design: Experimental and Computational Challenges',
Baton Rouge,LA (3/00)

76. \Simulating Retention in Gas-Liquid Chromatography: Benzene,Toluene,and Xylene Solutes"
14th Symposium on Thermophysical Properties, Boulder, CO (6/00)

77. \Simulating phaseequilibria: Towards a molecular description of chromatography"
Max-Planck-Institute for Dynamics of Complex Technical Systems,Magdeburg, Germany (7/00)

78. \Simulating phaseequilibria: Microheterogeneousand interfacial systems"
Institute for ProcessEngineering, University of Magdeburg, Magdeburg, Germany (7/00)

79. \Mon te Carlo simulations of supercritical °uid extraction systems"
220th ACS National Meeting, Symposium on `Supercritical Fluid Modeling', Washington, DC
(8/00)

80. \Simulating PhaseEquilibria: Retention in Chromatography and Octanol/W ater Partitioning"
Dow Chemical Company, Midland, MI (12/00)

81. \Molecular Simulation Studies of Complex Chemical Systems"
Merck Research Laboratories, West Point, PA (3/01)

82. \Mon te Carlo studies of self-assembly in microheterogeneous°uids"
221th ACS National Meeting, Symposium on `Dynamics of Self-Organization of Amphiphiles and
Colloids', San Diego, CA (4/01)

83. \Dev elopment of transferable potentials for phaseequilibrium calculations"
NIST/DOE Workshop on Predicting the Thermophysical Properties of Fluids by Molecular Sim-
ulation, Gaithersburg, MD (6/01)

84. \Simulating microheterogeneous°uids"
34th Midwest Theoretical Chemistry Conference,Minneapolis, MN (10/01)

85. \T unable solvents: A molecular simulation view"
Institute for ProcessEngineering, University of Magdeburg, Magdeburg, Germany (11/01)

86. \Simulating microheterogeneous°uids"
Paci¯c Northwest National Laboratory, Richland, WA (3/02)

87. \Simulating microheterogeneous°uids"
Department of Chemistry, Emory University, Atlanta, GA (4/02)

88. \Simulating microheterogeneous°uids"
Department of Chemistry, Georgia Institute of Technology, Atlanta, GA (4/02)
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89. \Structure and solvation in (dry or wet) octanol"
Department of Chemical Technology, Technical University of Delft, Delft, NL (5/02)

90. \Solvation in microheterogeneous°uids"
224th ACS National Meeting, Symposium on `Classicaland Quantum Statistical MechanicsStud-
ies of Solvation', Boston, MA (8/02)

91. \Mon te Carlo simulations of chromatographic systems"
Department of Chemistry, Drake University, Des Moines, IA (9/02)

92. \Simulating microheterogeneous°uids"
School of Chemical and Biomolecular Engineering, Cornell University, Ithaca, NY (10/02)

93. \Finding needlesin haystacks"
Department of Chemistry, University of Minnesota, Minneapolis, MN (10/02)

94. \Simulating solid-°uid phaseequilibria"
Merck Research Laboratories, West Point, PA (11/02)

95. \Gibbs ensemble Monte Carlo simulations for solid-vapor phaseequilibria"
CECAM Workshop on `Modeling Crystallization and Stabilit y of Organic Solids', Lyon, France
(5/03)

96. \Nucleation, self-assembly, and interfacial adsorption of multicomponent systems"
226th ACS National Meeting, Symposium on `Modeling and Simulation in Surfaceand Colloid
Science',New York, NY (9/03)

97. \Predicting phaseequilibria using transferable force ¯elds"
226th ACS National Meeting, Symposium on `The Challengeof Simulating Fluid Properties for
Industry', New York, NY (9/03)

98. \Simulating microheterogeneous°uids"
Department of Chemistry, University of California, Santa Cruz, CA (10/03)

99. \Simulating mixtures of alkanes, alcohols and water: Partitioning, interfacial properties and
nucleation"
Department of Chemistry, University of Cologne,Cologne,Germany (11/03)

100. \Simulating mixtures of alkanes, alcohols and water: Partitioning, interfacial properties and
nucleation"
Department of Chemical Engineering, Colorado School Mines, Golden, CO (1/04)

101. \Simulating mixtures of alkanes,alcoholsand water: Partitioning, interfacial properties and nu-
cleation"
Chemistry and Materials ScienceDirectorate, Lawrence Livermore National Laboratory, Liver-
more, CA (2/04)

102. \Mon te Carlo simulations for nucleation phenomena"
227th ACS National Meeting, Symposium on `Computational Approaches to Problems in Envi-
ronmental Chemistry', Anaheim, CA (3/04)

103. \Simulating mixtures of alkanes, alcohols and water: Partitioning, interfacial properties and
nucleation"
Department of Chemistry, University of California, Davis, CA (4/04)

104. \Simulation studies on the e®ectsof mobile-phasemodi¯cation in liquid chromatography"
28th International Symposium on High PerformanceLiquid PhaseSeparationsand Related Tech-
niques, Sessionon `Basicsof Separation Science,'Philadelphia, PA (6/04)
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105. \Simulating vapor-liquid equilibria from ¯rst principles"
Conferenceon Computational Physics 2004,Symposium on `New Methods in Computer Simula-
tion,' Genova, Italy (9/04)

106. \Simulating water"
Physical and Chemical SciencesCenter, Sandia National Laboratory, Albuquerque, NM (9/04)

107. \Simulating °uid equilibria from ¯rst principles"
Symposium on Computational Chemical Dynamics from gas-phaseto condensed-phasesystems,
Minnesota, MN (10/04).

108. \First principles Monte Carlo calculations of the vapor{liquid coexistencecurve of water"
229th ACS National Meeting, Symposium on `Water: Structure, Dynamics and Reactionsacross
the phasediagram', San Diego, CA (3/05).

109. \Simulation studies of structure and retention in chromatographic systems"
229th ACS National Meeting, `Michael Klein 65th Birthda y Symposium', San Diego, CA (3/05).

110. \Simulating phaseequilibria"
Computational ScienceWorkshop 2005, National Institute of Advanced Industrial Scienceand
Technology (AIST), Tsukuba, Japan (3/05).

111. \Simulating phaseequilibria"
Mainz Materials Simulation Days 2005,Mainz, Germany (6/05).

112. \Simulating complex chemical systems"
Midwest Undergraduate Computational Chemistry Conference,Minneapolis, MN (7/05).

113. \Simulating °uid phaseequilibria of water from ¯rst principles"
1st VLab for Planetary and Earth Materials Workshop, Minneapolis, MN (7/05).

114. \Simulating phaseequilibria"
Mercury Conference,Hamilton College,Hamilton, NY (7/05).

115. \Large-scale Monte Carlo simulations for aggregation,self-assembly, and phaseequilibria"
230th ACS National Meeting, Symposium on `Large ScaleMolecular Dynamics, Nanoscaleand
MesoscaleModeling and Simulation', Washington, DC (8/05).
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Con tributed Presen tations

1. \Mon te Carlo calculations of mixed monolayers" (Poster)
Faraday DiscussionMeeting on `Transport in Con¯ned Media', Oxford, United Kingdom (12/90)

2. \Mon te Carlo calculations of self-assembled monolayers" (Poster)
NATO AdvancedStudy Institute on `Simulation in Materials Science',Aussois,France (3/91)

3. \Con¯gurational-bias Monte Carlo studies of monolayers and of heteropolymers" (Poster)
NATO AdvancedResearch Workshop on `Simulation of Liquid Crystals', Il Ciocco, Italy (9/91)

4. \Mon te Carlo simulations of the phasebehavior of alkanesand per°uorinated alkanes"
AIChE Spring National Meeting, Sessionon `Phaseequilibria and thermophysical properties of
mixtures and pure °uids', Atlanta, GA (4/94)

5. \Mon te Carlo simulations of the liquid-vapor coexistencein Langmuir monolayers"
ACS Colloid and SurfaceScienceSymposium, Sessionon `Microemulsions and Complex Fluids',
Stanford, CA (6/94)

6. \Shear viscosity of model decane" (Poster)
International Symposium on Computational Molecular Dynamics, Minneapolis, MN (10/94)

7. \Mon te Carlo calculations for the mechanical relaxation of a self-assembled monolayer and for
the structures of alkane/metal interfaces"
209th ACS National Meeting, Symposium on `Molecular Trib ology: Molecular ScaleUnderstand-
ing of Friction and Lubrication', Anaheim, CA (4/95)

8. \V apor-liquid equilibria of organic thin ¯lms: A Monte Carlo study"
209th ACS National Meeting, Symposium on `Physical Chemistry of Polymers and Complex
Liquids', Anaheim, CA (4/95)

9. \Exploring phaseequilibria and critical properties of complex °uids by Monte Carlo simulations"
212th ACS National Meeting, Symposium on `Performanceof Quantum Chemical and Molecular
Modeling Codesfor Complex Chemical Systems: How applicable is Current Simulation Technol-
ogy to Real-World Problems?', Orlando, FL (8/96)

10. \Mon te Carlo calculations for phaseequilibria of complex °uids"
AIChE Fall National Meeting, Sessionon `Phase equilibria and thermophysical properties of
mixtures and pure °uids', Chicago, IL (11/96)

11. \V apor-liquid phaseequilibria in alkane monolayers physisorbed on a metal surface" (Poster)
214th ACS National Meeting, Symposium on `Structure and Dynamics at Liquid Interfaces',
Las Vegas,NV (9/97)

12. \Op en questionsin molecular modeling / Siepmannresearch group"
NSF Workshop on `Future Directions in Molecular Modeling and Simulation: Fundamentals and
Applications', Washington, DC (11/97)

13. \Molecular Structure and PhaseDiagram of n-heptanein supercritical ethane: A Gibbs-ensemble
Monte Carlo study"
216th ACS National Meeting, Symposium on `Molecular Structure and Reactivit y in Supercritical
Fluids', Dallas, TX (3/98)

14. \In°uence of semi°uorinated alkaneson the solubilit y of alkanes in per°uoroalkanes: A Gibbs-
ensemble Monte Carlo study" (Poster)
216th ACS National Meeting, Symposium on `Fundamentals of Colloid and SurfaceChemistry',
Dallas, TX (3/98)
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15. \Mon te Carlo simulations of polarizable water"
1998Midwest Thermodynamics and Statistical Mechanics Conference,Notre Dame, IN (5/98)

16. \Simulations of °uid phaseequilibria to determine force ¯eld parameters"
216th ACSNational Meeting, Symposiumon `MolecularMechanics,Parameters,and Parametriza-
tion', Boston, MA (8/98)

17. \Origins of the solvent chain-length dependenceof Gibbs free energiesof transfer" (Poster)
216th ACS National Meeting, Symposium on `Biophysical Chemistry', Boston, MA (8/98)

18. \Simulating retention in gas-liquid chromatography: Alkane solutes and squalane stationary
phase"
1998 AIChE Annual Meeting, Sessionon `Molecular Simulation{Application to Real Systems',
Miami Beach, FL (11/98)

19. \Using simulations of °uid phaseequilibria to determine force ¯eld parameters"
1998AIChE Annual Meeting, Sessionon `Molecular Simulation{Dev elopment of Potential Mod-
els', Miami Beach, FL (11/98)

20. \Exploring phaseequilibria of complex °uids by Monte Carlo simulations"
1998AIChE Annual Meeting, Sessionon `Thermodynamic Properties and PhaseBehavior: Gen-
eral Papers', Miami Beach, FL (11/98)

21. \Predicting thermophysical properties of multicomponent mixtures from molecular simulations"
217th ACS National Meeting, Symposium on `Bridging the Gap betweenChemical Modeling and
Engineering', Anaheim, CA (3/99)

22. \Mon te Carlo calculations for pure water and water/alk ane and water/alcohol mixtures"
1999 AIChE Annual Meeting, Sessionon `Applying Molecular Simulations and Computational
Quantum Chemistry', Dallas, TX (11/99)

23. \T owards a microscopic-level description of chromatography"
1999AIChE Annual Meeting, Sessionon `Molecular Modeling of Adsorption Phenomena',Dallas,
TX (11/99)

24. \Mon te Carlo calculations for the phaseequilibria of alkanes,alcohols,water, and their mixtures"
14th Symposium on Thermophysical Properties, Boulder, CO (6/00)

25. \P artitioning of alkane and alcohol solutesbetweenwater and (dry or wet) 1-octanol"
2000 AIChE Annual Meeting, Sessionon `Applying Computational Chemistry and Molecular
Simulation', Los Angeles,CA (11/00)

26. \Mon te Carlo simulations for microheterogeneousliquids"
2000AIChE Annual Meeting, Sessionon `Self-Assembly in Solution', Los Angeles,CA (11/00)

27. \Dev elopment of the TraPPE force ¯eld for phaseequilibrium calculations"
2000AIChE Annual Meeting, Sessionon `Intermolecular Potentials for Industrial Applications',
Los Angeles,CA (11/00)

28. \Simulating retention in gas-liquid chromatography"
221th ACS National Meeting, Symposium on `ACS Award in SeparationScienceand Technology
in Honor of ProfessorCsabaHorvath', San Diego, CA (4/01)

29. \Self-assembly, structure and solvation in wet and dry octanol"
75th ACS Colloid and Surface ScienceSymposium, Sessionon `Surfactant PhaseBehavior and
Microstructure', Pittsburgh, PA (6/01)

30. \Mon te Carlo studies of self-assembly and solvation in microheterogeneous°uids"
Gordon Research Conferenceon `Chemistry and Physics of Liquids', Plymouth, NH (8/01)
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31. \Gibbs ensemble simulations for solid-vapor phaseequilibria"
2001AIChE Annual Meeting, Sessionon `Thermodynamics of solid-°uid phaseequilibria', Reno,
NV (11/01)

32. \No vel Monte Carlo methods: Solid-°uid and liquid-liquid phase equilibria and nucleation
barriers"
2001 AIChE Annual Meeting, Sessionon `Molecular Simulation { Recent Advances', Reno, NV
(11/01)

33. \Carb on dioxide at high pressures:Mixtures with naphthalene, methanol, or (alkane + per°uo-
roalkane)"
2001 AIChE Annual Meeting, Sessionon `Molecular Simulation of Fluids at High Pressures',
Reno, NV (11/01)

34. \Mon te Carlo simulations of DNA helix-coil transitions"
223th ACS National Meeting, Symposium on `Modeling Nucleic Acids', Orlando, FL (4/02)

35. \Carb on dioxide as solvent and solvent modi¯er" (Poster)
223th ACS National Meeting, Symposium on `GeneralPhysical Chemistry', Orlando, FL (4/02)

36. \Structure and solvation in (dry or wet) octanol"
6th Liblice Conferenceon `Statistical Mechanics of Liquids', Spindleruv Mlyn, Czech Republic
(6/02)

37. \No vel Monte Carlo methods for nucleation and solid-°uid phaseequilibria" (Poster)
6th Liblice Conferenceon `Statistical Mechanics of Liquids', Spindleruv Mlyn, Czech Republic
(6/02)

38. \Mon te Carlo studies of surfactant aggregationand interfacial adsorption"
224th ACS National Meeting, Symposium on `Industrial Problems and the Role of Colloid and
SurfaceScience',Boston, MA (8/02)

39. \Thermoph ysical properties of °uids: Predictions by the Great LakesRegressors"
2002 AIChE Annual Meeting, Sessionon `First Industrial Fluids Properties Challenge', Indi-
anapolis, IN (11/02)

40. \Cluster swaps using con¯gurational-bias Monte Carlo"
2002 AIChE Annual Meeting, Sessionon `Recent Advancesin Molecular Simulation: Advanced
Monte Carlo Techniques', Indianapolis, IN (11/02)

41. \Mon te Carlo simulations for water in microheterogeneousenvironments"
2002AIChE Annual Meeting, Sessionon `Water in InhomogeneousEnvironments', Indianapolis,
IN (11/02)

42. \Mon te Carlo simulations for chromatographic separations"
2002AIChE Annual Meeting, Sessionon `ChromatographicSeparations',Indianapolis, IN (11/02)

43. \Simulating water/1-octanol partitioning"
2002AIChE Annual Meeting, Sessionon `Modeling Thermophysical Properties on the Nanoscale',
Indianapolis, IN (11/02)

44. \Gibbs ensemble Monte Carlo simulations for solid-vapor phaseequilibria"
ACS Prospective on `Polymorphism in Crystals: Fundamentals, Prediction and Industrial Prac-
tice', Tampa, FL (02/03)

45. \Molecular simulation of nucleation phenomena"
225th ACS National Meeting, Symposium on `Integrating DiverseComputational Approachesto
Complex Problem Solving: Fluids and Soft Materials', New Orleans, LA (3/03)
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46. \Simulating microheterogeneous°uids"
Thermodynamics 2003, `Thermodynamics and Statistical Mechanics with Industrial Applica-
tions', Cambridge, United Kingdom (4/03)

47. \Molecular Simulation of Nucleation Phenomena"
15th Symposium on Thermophysical Properties, Sessionon `Molecular Simulation{In terfacial
Systemsand Adsorption', Boulder, CO (6/03)

48. \In vestigating the thermodynamic stabilit y of molecular crystals using Monte Carlo simulations"
2003AIChE Annual Meeting, Sessionon `Polymorphic and Chiral Systems', San Francisco, CA
(11/03)

49. \In vestigating nucleation phenomenawith e±cient Monte Carlo algorithms"
2003AIChE Annual Meeting, Sessionon `Recent Advancesin Molecular Simulation', San Fran-
cisco,CA (11/03)

50. \Gibbs ensemble Monte Carlo simulations of the adsorption of water and isopropanol in pharma-
ceutical solids"
8th International Conferenceon Fundamentals of Adsorption, Sessionon `Adsorption in Biological
Systems,'Sedona,AZ (5/04)

51. \Simulating °uid phaseequilibria from ¯rst principles" (Poster)
225th ACS National Meeting, Symposium on `Physical Chemistry Poster Session,'Philadelphia,
PA (8/04)

52. \Simulating °uid phaseequilibria from ¯rst principles"
2004 AIChE Annual Meeting, Sessionon `Thermodynamics Properties and Phase Behavior',
Austin, TX (11/04)

53. \Gibbs ensemble Monte Carlo simulations of crystal stabilit y and solvate formation"
2004 AIChE Annual Meeting, Sessionon `Thermodynamics of Solid Phases: Crystals, Solvates,
Clathrates and Amorphous Solids', Austin, TX (11/04)

54. \Prop erties of the vapor{liquid interfacesof mixtures of water, 1-butanol, and 2-ethoxyethanol"
2004 AIChE Annual Meeting, Sessionon `Fundamentals of Interfacial Phenomena',Austin, TX
(11/04)
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Presen tations on Sup ervised Researc h by Group Mem bers

1. M.G. Martin, \Phase equilibria of binary alkanemixtures: A Gibbs ensemble Monte Carlo study"
212th ACS National Meeting, Symposium on `General Sessionof the Division of Computers in
Chemistry', Orlando, FL (8/96)

2. P.J. Lucas, \Conformational search of protein structure using a mutation matrix" (Poster)
212th ACS National Meeting, Symposium on `Undergraduate Research and SuccessfulStudent
A±liate Chapter Activities', Orlando, FL (8/96)

3. M.G. Martin, \Comparison of the OPLS, SKS, and TraPPE force ¯elds for the n-alkanes: A
Gibbs ensemble Monte Carlo study"
1997Midwest Thermodynamics and Statistical Mechanics Conference,Lake Geneva, WI (5/97)

4. M.G. Martin, \Phase equilibria of binary alkanemixtures: A Gibbs ensemble Monte Carlo study"
(Poster)
DOE Computational ScienceGraduate Fellowship Biannual Meeting, Washington D.C. (7/97)

5. N.D. Zhuravlev, \In vestigation of the Solubilities of Simple Gasesin Normal Alkanesby Monte
Carlo Simulations" (Poster)
214th ACS National Meeting, Symposium on `Undergraduate Research and SuccessfulStudent
A±liate Chapter Activities', Las Vegas,NV (9/97)

6. M.G. Martin, \F reeenergiesof transfer with explicitly modeledsolvents: A Gibbs ensemble Monte
Carlo study" (Poster)
214th ACS National Meeting, `Computers in Chemistry Poster Session',Las Vegas,NV (9/97)

7. M.G. Martin, \Phase equilibria of alkane mixtures: A Gibbs ensemble Monte Carlo study"
(Poster)
5th Chemical Congressof North America, Cancun, Mexico (11/97)

8. M.G. Martin, \Molecular structure and phasediagram of n-heptane in supercritical ethane: A
Gibbs-ensemble Monte Carlo study"
1998Midwest Thermodynamics and Statistical Mechanics Conference,Notre Dame, IN (5/98)

9. B. Chen, \V apor-liquid coexistencecurves, critical points and boiling points of all-atom hydro-
carbon force ¯elds: A Gibbs-ensemble Monte Carlo study"
31st ACS Great Lakes Regional Meeting, Symposium on `Computer Modeling of Materials and
Biomaterials', Milw aukee,WI (6/98)

10. M.G. Martin, \Fluid phaseequilibria of alkanes: A Gibbs-ensemble Monte Carlo study"
Sandia National Laboratories, Albuquerque, NM (6/98)

11. M.G. Martin, \A novel Monte Carlo algorithm for polarizable force ¯elds"
1998AIChE Annual Meeting, Sessionon `Molecular Simulation{Recent Advances',Miami Beach,
FL (11/98)

12. M.G. Martin, \Metho ds for improving the computational e±ciency of con¯gurational-bias Monte
Carlo simulations in the Gibbs ensemble"
1998AIChE Annual Meeting, Sessionon `Molecular Modeling, Theory and Applications', Miami
Beach, FL (11/98)

13. M.G. Martin, \Molecular structure and phasediagram of n-heptane in supercritical ethane: A
Gibbs ensemble Monte Carlo study"
1998 AIChE Annual Meeting, Sessionon `Thermodynamic and Transport Properties of Super-
critical Fluids', Miami Beach, FL (11/98)
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14. B. Chen, \Canonical and Gibbs ensemble Monte Carlo simulations for systemswith adiabatic
separation of nuclear and electronic degreesof freedom"
217th ACS National Meeting, Symposium on `MechanicsParametersand Simulations', Anaheim,
CA (3/99)

15. M.G. Martin, \Fluid phaseequilibria of alkanes: A Gibbs-ensemble Monte Carlo study"
Department of Chemical and Minerals Engineering, Potchefstroom University, Potchefstroom,
South Africa (3/99)

16. M.G. Martin, \Coupled-decoupled con¯gurational-bias Monte Carlo"
1999Midwest Thermodynamics and Statistical Mechanics Conference,Detroit, MI (5/99)

17. B. Chen, \Adiabatic nuclear and electronic sampling Monte Carlo in the Gibbs ensemble"
1999Midwest Thermodynamics and Statistical Mechanics Conference,Detroit, MI (5/99)

18. M.G. Martin, \Fluid phaseequilibria of alkanes: A Gibbs-ensemble Monte Carlo study"
Computational ScienceGraduate Fellowship Biannual Meeting, Washington D.C. (7/99)

19. M.G. Martin, \T raPPE united-atom force ¯eld for alkenesand aromatic hydrocarbons"
1999AIChE Annual Meeting, Sessionon `Molecular Simulation Methods and Force Field Devel-
opment', Dallas, TX (11/99)

20. B. Chen, \Simulating °uid phaseequilibria of alkanes,alcohols,and water" (Poster)
Pitzer Memorial Symposium on Theoretical Chemistry, Berkeley, CA (1/00)

21. J.J. Poto®, \Phase behavior of alkanesphysisorbed on a metal surface"
APS March Meeting 2000, Sessionon `Phase Behavior, Morphology and Thermodynamics of
Polymer Thin Films', Minneapolis, MN (3/00)

22. B. Chen, \Mon te Carlo calculations for systemswith adiabatic separationof nuclearand electronic
degreesof freedom"
APS March Meeting 2000,Symposium on `GeneralTheory', Minneapolis, MN (3/00)

23. C.D. Wick, \Self-adapting ¯xed-endpoint con¯gurational-bias Monte Carlo" (Poster)
APS March Meeting 2000,General Poster Session,Minneapolis, MN (3/00)

24. J.J. Poto®, \A new technique for the determination of partial chargesin molecular force ¯elds:
Monte Carlo simulations of binary mixtures containing CO2, N2, and C3H8"
2000Midwest Thermodynamics and Statistical Mechanics Conference,Minneapolis, MN (5/00)

25. J.M. Stubbs, \Mon te Carlo simulations of 1-hexanol in n-hexane: The formation of hydrogen
bonded clusters in n-hexanerich solutions"
2000Midwest Theoretical Chemistry Conference,Iowa Cit y, IA (5/00)

26. C.D. Wick, \Self-adapting ¯xed-endpoint con¯gurational-bias Monte Carlo"
2000Midwest Theoretical Chemistry Conference,Iowa Cit y, IA (5/00)

27. B. Chen, \Gibbs-ensemble Monte Carlo calculations for octanol-water partitioning"
2000Midwest Theoretical Chemistry Conference,Iowa Cit y, IA (5/00)

28. B. Chen, \Dev elopment of the TraPPE force ¯eld for °uid phaseequilibrium calculations"
220th ACS National Meeting, Symposium on `Current Status of Molecular Force Fields', Wash-
ington, DC (8/00)

29. B. Chen, \Simulating phaseequilibria: Applications to octanol-water partitioning and gas-liquid
chromatography"
220th ACS National Meeting, Symposium on `Industrial Applications in Theoretical Chemistry',
Washington, DC (8/00)
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30. B. Chen, \Simulating °uid phaseequilibria"
Department of Chemistry, University of Pennsylvania, Philadelphia, PA (9/00)

31. B. Chen, \Simulating °uid phaseequilibria"
Merck Research Laboratories, West Point, PA (10/00)

32. J.J. Poto®, \V apor-liquid phaseequilibria and critical phenomenain Langmuir monolayers"
2000AIChE Annual Meeting, Sessionon `Fundamental Research in Interfacial Phenomena',Los
Angeles,CA (11/00)

33. C.D. Wick \Self-adapting ¯xed-endpoint con¯gurational-bias Monte Carlo"
2000AIChE Annual Meeting, Sessionon `Molecular Simulation { Recent Advances',Los Angeles,
CA (11/00)

34. J.J. Poto® \Mon te Carlo simulation of mixtures containing supercritical carbon dioxide, dinitro-
gen and propane"
2000AIChE Annual Meeting, Sessionon `Molecular Simulation of Supercritical Fluids', Los An-
geles,CA (11/00)

35. C.D. Wick \Mon te Carlo simulations of chromatographic systems"
2000AIChE Annual Meeting, Sessionon `Molecular Thermodynamicsof Adsorption I: Disordered
Materials', Los Angeles,CA (11/00)

36. J.J. Poto® \Mon te Carlo simulations of supercritical °uid extraction systems"
dinitrogen and propane"
2000AIChE Annual Meeting, Sessionon `Self-Assembly in Supercritical Fluids', Los Angeles,CA
(11/00)

37. J.J. Poto® \V apor-liquid equilibria of physisorbed alkane monolayers"
2000AIChE Annual Meeting, Sessionon `Molecular Thermodynamics of Adsorption I I: Ordered
Materials', Los Angeles,CA (11/00)

38. B. Chen, \Aggregation-volume-bias Monte Carlo: A novel algorithm for simulating strongly as-
sociating °uids"
221th ACS National Meeting, Symposium on `Methods for Addressing Time and Length Scale
Problems in Molecular Simulation', San Diego, CA (4/01)

39. B. Chen, \Simulating liquid-liquid phaseequilibria"
221th ACSNational Meeting, Symposiumon `Probing Molecular AqueousEnvironments in Chem-
istry and Biology', San Diego, CA (4/01)

40. K.L. Haataja, \Mon te Carlo calculations for the excessmolar volume for the mixture of n-pentane
and 2,5-dimethylheptane" (Poster)
221th ACS National Meeting, Symposium on `Undergraduate Research Posters', San Diego, CA
(4/01)

41. B. Chen, \Gibbs ensemble simulations for vapor-solid phaseequilibria"
2001Midwest Thermodynamics and Statistical Mechanics Conference,East Lansing, MI (5/01)

42. J.M. Stubbs, \Mon te carlo calculations for the aggregationof alkanols in nonpolar solvents"
2001Midwest Thermodynamics and Statistical Mechanics Conference,East Lansing, MI (5/01)

43. C.D. Wick, \In terfacial and concentration e®ectson retention in gas-liquid chromatography"
2001Midwest Thermodynamics and Statistical Mechanics Conference,East Lansing, MI (5/01)

44. C.D. Wick, \In terfacial and concentration e®ectson retention in gas-liquid chromatography"
DOE Computational ScienceGraduate Fellowship Meeting, Washington D.C. (7/01)
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45 J.M. Stubbs, \Mon te Carlo simulations of 1-hexanol in n-hexane: The formation of hydrogen-
bonded clusters in n-hexanerich solution"
Lehrstuhl fÄur Theoretische Chemie, Ruhr-Univ ersitÄat Bochum, Bochum, Germany (10/01)

46. J.S. Lee, \V apor-liquid equilibria of cyclic alkanes"
2001Midwest Theoretical Chemistry Conference,Minneapolis, MN (10/01)

47. N.D. Zhuravlev, \Mon te Carlo calculations for gas solubilities in liquid alkanesand for limiting
coveragesof alkyl-modi¯ed silica surfaces"
2001Midwest Theoretical Chemistry Conference,Minneapolis, MN (10/01)

48. D.D. Drake-Wilhelm, \Carb on dioxide as a solvent and solvent modi¯er"
2001Midwest Theoretical Chemistry Conference,Minneapolis, MN (10/01)

49. C.D. Wick, \Solvent modi¯cation e®ectsin chromatography"
2001Midwest Theoretical Chemistry Conference,Minneapolis, MN (10/01)

50. J.J. Poto® \V apor-liquid equilibria of physisorbed alkane monolayers"
2001AIChE Annual Meeting, Sessionon `Molecular Simulation and Theory of Adsorption Phe-
nomena', Reno, NV (11/01)

51. C.D. Wick, \In°uence of mobile-phasemodi¯cation on retention in chromatography"
2001AIChE Annual Meeting, Sessionon `Thermodynamic Properties and PhaseBehavior', Reno,
NV (11/01)

52. C.D. Wick, \Extensions of the TraPPE force ¯eld to polar molecules"
2001AIChE Annual Meeting, Sessionon `Intermolecular Potentials for Industrial Applications',
Reno, NV (11/01)

53. C.D. Wick, \In°uence of mobile-phasemodi¯cation on retention in chromatography" (Poster)
223th ACS National Meeting, Symposium on `GeneralAnalytical Chemistry', Orlando, FL (4/02)

54. B. Chen, \Simulating liquid-vapor interfaces" (Poster)
223th ACS National Meeting, Symposium on `Fundamental Research in Colloid and Surface
Chemistry', Orlando, FL (4/02)

55. B. Chen, \Aggregation-volume-biasMonte Carlo simulations of nucleation phenomena"
223th ACS National Meeting, Symposium on `EnhancedSampling Techniques in Molecular Dy-
namics and Monte Carlo Simulations', Orlando, FL (4/02)

56. C.D. Wick, \Simulation studies of the in°uence of the water-methanol ratio on retention in
reversed-phaseliquid chromatography"
2002Midwest Thermodynamics and Statistical Mechanics Conference,Pittsburgh, PA (5/02)

57. J.J. Poto®, \V apor-liquid phaseequilibria for linear and branched alkanemonolayersphysisorbed
on Au(111) and graphite"
2002Midwest Thermodynamics and Statistical Mechanics Conference,Pittsburgh, PA (5/02)

58. B. Chen, \Aggregation-volume-biasMonte Carlo simulations of vapor-liquid nucleation"
2002Midwest Thermodynamics and Statistical Mechanics Conference,Pittsburgh, PA (5/02)

59. C.D. Wick, \T emperature dependenceof transfer properties"
DOE Computational ScienceGraduate Fellowship Meeting, Washington D.C. (7/02)

60. C.D. Wick, \Dev eloping transferable force ¯elds for phaseequilibrium calculations"
224th ACS National Meeting, Symposium on `New Developments in Force Fields for Molecular
Modeling', Boston, MA (8/02)
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61. B. Chen, \Nucleation of neat water and of water in the presenceof alcoholsor ions"
2002AIChE Annual Meeting, Sessionon `Heterogeneousand HomogeneousAtmospheric Chem-
istry', Indianapolis, IN (11/02)

62. B. Chen, \Simulating self-assembly of surfactant moleculesin solution"
2002AIChE Annual Meeting, Sessionon `Self-Assembly in Solution', Indianapolis, IN (11/02)

63. B. Chen, \Aggregation-volume-biasMonte Carlo simulations of nucleation"
2002 AIChE Annual Meeting, Sessionon `Recent Advancesin Molecular Simulation: Advanced
Monte Carlo Techniques', Indianapolis, IN (11/02)

64. B. Chen, \Simulating liquid-liquid phaseequilibria and surfacetension"
2002AIChE Annual Meeting, Sessionon `Thermodynamic Properties and PhaseBehavior', Indi-
anapolis, IN (11/02)

65. B. Chen, \Gibbs ensemble simulations for vapor-solid phaseequilibria"
2002AIChE Annual Meeting, Sessionon `Thermodynamics of Solid-Fluid PhaseEquilibria', In-
dianapolis, IN (11/02)

66. J.M. Stubbs, \Predicting phaseequilibria using con¯gurational-bias Monte Carlo simulations in
the Gibbs ensemble"
2002AIChE Annual Meeting, Sessionon `Obtaining physical and chemical properties for process
designby computational chemistry', Indianapolis, IN (11/02)

67. L. Sun, \T emperature dependenceof the retention of alkanesand primary and secondaryalkanols
in a dioctylether phase" (Poster)
225th ACS National Meeting, Symposium on `Analytical Poster Session',New Orleans,LA (3/03)

68. X.S. Zhao, \Gibbs ensemble Monte Carlo simulations for two benzenemodels near their triple
points" (Poster)
225th ACS National Meeting, Symposium on `Computers in Chemistry Poster Session', New
Orleans, LA (3/03)

69. L. Zhang, \In°uence of pressure on liquid-liquid immiscibilit y in n-alkane/n-per°uoroalkane/
carbon dioxide mixtures" (Poster)
225th ACS National Meeting, Symposium on `Physical Chemistry Poster Session',New Orleans,
LA (3/03)

70. J.M. Stubbs, \Aggregation of hexanol isomersin n-hexane"
2003Midwest Thermodynamics and Statistical Mechanics Conference,Columbus, OH (5/03)

71. C.D. Wick, \Studying water and isopropanol adsorption in sodium warfarin using Monte Carlo
simulations"
2003Midwest Thermodynamics and Statistical Mechanics Conference,Columbus, OH (5/03)

72. X.S. Zhao, \Gibbs ensemble Monte Carlo simulations for two benzenemodels near their triple
points" (Poster)
Midwest Organic Solid State Symposium XIV, Minneapolis, MN (6/03)

73. L. Sun, \Mon te Carlo simulations of the retention of alkanols in a polar retentiv e phase" (Poster)
Midwest Theoretical Chemistry Conference,Ames, IA (6/03)

74. L. Zhang, \Gibbs ensemble Monte Carlo simulations for gas-expandedliquids" (Poster)
Midwest Theoretical Chemistry Conference,Ames, IA (6/03)

75. X.S. Zhao, \F orce ¯eld development and phaseequilibria for benzene"
Midwest Theoretical Chemistry Conference,Ames, IA (6/03)
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76. J.M. Stubbs, \Vibrational spectra of 1-hexanolin n-hexaneusinga multiscale modeling approach"
(Poster)
Midwest Theoretical Chemistry Conference,Ames, IA (6/03)

77. B. Chen, \Aggregation-volume-biasMonte Carlo simulations of nucleation"
77th ACS Colloid and SurfaceScienceSymposium, Sessionon `Nucleation Theory', Atlanta, GA
(6/03)

78. J.M. Stubbs, \Aggregation of hexanol isomersand 2-ethoxyethanol in n-hexane"
226th ACS National Meeting, Symposium on `Modeling and Simulation in Surfaceand Colloid
Science',New York, NY (9/03)

79. J.M. Stubbs, \Vibrational spectra of 1-hexanol in n-hexanevia ab initio molecular dynamics"
226th ACS National Meeting, Symposium on `GeneralContributions: Quantum Chemistry', New
York, NY (9/03)

80. C.D Wick, \Studying water and isopropanol adsorption in sodium warfarin using Monte Carlo
simulations"
2003 AIChE Annual Meeting, Sessionon `Molecular Simulation of Adsorption', San Francisco,
CA (11/03)

81. J.M. Stubbs, \Extension of the TraPPE force ¯eld to nitrogen functionalities"
2003AIChE Annual Meeting, Sessionon `Development and Validation of Intermolecular Potential
Functions', San Francisco,CA (11/03)

82. C.R. Field, \Adsorption of water and alcohols on crystalline and amorphous solica surfaces: A
computational study" (Poster)
227th ACS National Meeting, Symposium on `Analytical Poster Session',Anaheim, CA (3/04)

83. E.E. Dahlke, \In vestigation of polymorph stabilit y for n-proyl benzeneusing Gibbs ensemble
Monte Carlo simulations" (Poster)
227th ACS National Meeting, Symposium on `Computers in Chemistry Poster Session',Anaheim,
CA (3/04)

84. B.L. Eggimann, \Protein structure prediction using minimal NMR data and a simple residue-
basedforce ¯eld" (Poster)
227th ACS National Meeting, Symposium on `Physical Chemistry Poster Session',Anaheim, CA
(3/04)

85. M.J. McGrath, \Mon te Carlo calculations for phaseequilibria using ab initio potentials"
227th ACS National Meeting, Symposium on `Computers in Chemistry General Contributions',
Anaheim, CA (3/04)

86. C.D. Wick, \Using Monte Carlo simulations to study concentration and temperature e®ectson
solvation"
10th International Conferenceon Propertiesand PhaseEquilibria for Product and ProcessDesign,
Snowbird, UT (5/04).

87. J.M. Stubbs, \Aggregation of hexanol isomers and of 2-alkoxyethanols in n-hexane: Aggrega-
tion, steric hindrance, inter- and intramolecular hydrogen bonding and vibrational spectroscopy"
(Poster)
10th International Conferenceon Propertiesand PhaseEquilibria for Product and ProcessDesign,
Snowbird, UT (5/04).

88 J.M. Stubbs, \Vibrational spectra of 1-hexanolin n-hexaneusinga multiscale modeling approach"
2004Midwest Thermodynamics and Statistical Mechanics Conference,Bu®alo, NY (6/04)
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89. I-F. W. Kuo, \Prop erties of liquid/v apor interfaces of water and methanol: A comparison of
¯xed-charge, polarizable, and ab initio models"
228th ACS National Meeting, Symposium on `Liquids and liquid interfaces,' Philadelphia, PA
(8/04)

90. D. Bhatt, \Computational investigation of the stabilit y of n-propylbenzenepolymorphs" (Poster)
Computational Chemical Dynamics from gas-phaseto condensed-phasesystems,Minnesota, MN
(10/04).

91. N. Rai, \Extending the transferable potentials for phaseequilibria force ¯eld to aromatic hetero-
cyclesand investigating polymorphism in ROY" (Poster)
Computational Chemical Dynamics from gas-phaseto condensed-phasesystems,Minnesota, MN
(10/04).

92. X.S. Zhao, \Mon te Carlo investigations of the phasebehavior of benzeneand of the formation of
multiple hydrates for MK-N" (Poster)
Computational Chemical Dynamics from gas-phaseto condensed-phasesystems,Minnesota, MN
(10/04).

93. B.L. Eggimann, \Protein structure prediction using minimal NMR data and a simple residue-
basedforce ¯eld" (Poster)
Computational Chemical Dynamics from gas-phaseto condensed-phasesystems,Minnesota, MN
(10/04).

94. L. Sun, \Structure and solvation of n-octadecanein water/methanol mixtures" (Poster)
Computational Chemical Dynamics from gas-phaseto condensed-phasesystems,Minnesota, MN
(10/04).

95. M.J. McGrath, \First-principles Monte Carlo simulations of liquid water in the isobaric-isothermal
ensemble"
229th ACS National Meeting, Symposium on `Computers in Chemistry General Contributions',
San Diego, CA (3/05)

96. X.S. Zhao, \In°uence of quadrupole moment and placement of partial chargeson phaseequilibria
of benzene"
2005Midwest Thermodynamics and Statistical MechanicsConference,West Lafeyette, IN (5/05)

97. B.L. Eggimann, \The aqueousvapor{liquid interface: A simulation perspective"
2005Midwest Thermodynamics and Statistical MechanicsConference,West Lafeyette, IN (5/05)

98. D. Bhatt, \Phase behavior of elemental aluminum using Monte Carlo simulations"
2005Midwest Thermodynamics and Statistical MechanicsConference,West Lafeyette, IN (5/05)

99. L. Sun, \Mon te Carlo simulations of gas{liquid chromatography in polar retentiv e phases"
2005Midwest Thermodynamics and Statistical MechanicsConference,West Lafeyette, IN (5/05)

100. K.E. Anderson \In vestigating the e®ectsof methanol and n-octane entrainers on solubilit y and
microscopicstructure in supercritical carbon dioxide" (Poster)
230th ACS National Meeting, Symposium on `Computers in Chemistry Poster Session',Wash-
ington, DC (8/05)

101. B.L. Eggimann \Ion partitioning at the air-water interface"
230th ACS National Meeting, Symposium on `Computers in Chemistry General Contributions',
Washington, DC (8/05)
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Summary of Education Accomplishmen ts

Undergraduate-level CoursesTaught

Fall Qtr. 1996: Chemical Thermodynamics (Chem 5534,4 cr)
(part of a 3-quarter junior/senior-lev el sequencein physical chemistry)

Winter Qtr. 1999: Chemical Thermodynamics (Chem 5534,4 cr)

Fall Sem.2000: FreshmanSeminar: Material World (IT 1910,2 cr)
new course

Fall Sem.2001: FreshmanSeminar: Material World (Chem 1910,2 cr)

Fall Sem.2002: FreshmanSeminar: States of Matter (Chem 1910,2 cr)

Spring Sem.2005: Honors General Chemistry I I (Chem 1032H,4 cr)

Graduate-level CoursesTaught

Winter Qtr. 1995: Elements of Statistical Mechanics (Chem 8547,4 cr)
(part of a 2-quarter graduate-level sequence)
complete revision of course

Spring Qtr. 1995: AdvancedStatistical Mechanics (Chem 8548,4 cr)
(part of a 2-quarter graduate-level sequence)
complete revision of course;addition of computer laboratory with
write-your-own-program molecular simulation exercises

Winter Qtr. 1996: Elements of Statistical Mechanics (Chem 8547,4 cr)

Spring Qtr. 1996: AdvancedStatistical Mechanics (Chem 8548,4cr)

Winter Qtr. 1997: Elements of Statistical Mechanics (Chem 8547,4cr)

Spring Qtr. 1997: AdvancedStatistical Mechanics (Chem 8548,4 cr)

Winter Qtr. 1998: Elements of Statistical Mechanics (Chem 8547,4 cr)

Winter Qtr. 1999: Elements of Statistical Mechanics (Chem 8547,4 cr)

Fall Sem.1999: Thermodynamics, Statistical Mechanics, and Kinetics I (Chem 8561,4 cr)
(part of a 2-semestergraduate-level sequence)
expansionof Chem 8547to include thermodynamics

Spring Sem.2000: Thermodynamics, Statistical Mechanics, and Kinetics I I (Chem 8562,4 cr)
(part of a 2-semestergraduate-level sequence)
expansionof Chem 8548to include kinetics

Fall Sem.2000: Thermodynamics, Statistical Mechanics, and Kinetics I (Chem 8561,4 cr)

Spring Sem.2001: Thermodynamics, Statistical Mechanics, and Kinetics I I (Chem 8562,4 cr)

Fall Sem.2001: Thermodynamics, Statistical Mechanics, and Kinetics I (Chem 8561,4 cr)

Spring Sem.2002: Thermodynamics, Statistical Mechanics, and Kinetics I I (Chem 8562,4 cr)

Fall Sem.2002: Thermodynamics, Statistical Mechanics, and Kinetics I (Chem 8561,4 cr)

Spring Sem.2003: Thermodynamics, Statistical Mechanics, and Kinetics I I (Chem 8562,4 cr)

Fall Sem.2004: Thermodynamics, Statistical Mechanics, and Kinetics I (Chem 8561,4 cr)

Spring Sem.2005: Thermodynamics, Statistical Mechanics, and Kinetics I I (Chem 8562,4 cr)
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Additional Teaching Related Activities

9/94{6/95 Participation in Bush Faculty Development Program

Summer 1995: 3 lectures at ICTP/UNESCO Workshop for Grad. Students from Developing
Nations on `Computational Methods in Materials Scienceand Engineering',

International Centre for Theoretical Physics, Trieste, Italy
\Mon te Carlo simulations in materials science:Ensembles, con¯gurational-
bias Monte Carlo, and applications"

Summer 1999: 4 lectures at 9th Jyvaskyla Summer School in Chemistry, Jyvaskyla, Finland
\Mon te Carlo methods for chemical systems: Ensembles, biasedsampling,
adiabatic sampling, and selectedapplications"

Undergraduate Students Advised in Directed Studies (Chem 2094,4094W)

8/96{6/97: Shremattie Jaman

1/97{8/97: Aaron Holms
went to graduate school, Univ. of California at Davis

7/97{3/99: David Dermer

1/01{7/02: Dylan Drake-Wilhelm
went to graduate school, Univ. of Nebraska at Lincoln

9/01{12/01: Brandon Hoechstra

1/05{5/05: Chad Geppert

NSF-REU/Lando Summer Research Students

6/95{8/95: Pamela Lucas (Earlham College,Evansville, IN)
went to graduate school, Univ. of Chicago

6/95{8/95: Nikolaj D. Zhuravlev (Mendeleyev University, Moscow)

6/96{8/96: Nikolaj D. Zhuravlev (Mendeleyev University, Moscow)
went to graduate school, Univ. of Minnesota

6/00{8/00: RebeccaM. Eden (Carroll College,Waukesha,WI)
went to graduate school, Univ. of Massachusetts at Amherst

6/00{8/00: Kristi L. McDonald (College of St. Scholastica, Duluth, MN)

6/02{8/02: Ian Stubbs (Fort Valley State University, GA)
went to graduate school, Dalhousie Univ.

6/03{8/03: Erin Dahlke (Univ. of Wisconsin River Falls, WI)
went to graduate school, Univ. of Minnesota

6/03{8/03: Christopher Field (Drake University, IA)
went to graduate school, Univ. of Illinois

Visiting Professors

6/02{8/02: Mark Vitha, Department of Chemistry, Drake University
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Graduate Students

1994{96: Dongyu Liu, Materials Science,M.Eng. (7/97)
currently researcher at Allied Signal Inc.

1995{99: Marcus G. Martin, Ph.D. (9/99) \Simulation of PhaseEquilibria"
(1995/96: Graduate School Fellow;
1997{99: DOE Computational ScienceGraduate Fellow;
1998: Overend Award for Graduate Research in Physical Chemistry)
currently senior member of technical sta®at Sandia National Laboratory

1996{2001: Bin Chen, Ph.D. (1/01) \Phase Equilibria of Hydrocarbons, Alcohols, Water,
and Their Mixtures", M.S. Computer Science(11/00)

(1996/97: Koltho® Fellow;
1998/99: Stanwood Johnston Memorial Fellow;
1999/2000: Doctoral Dissertation Fellow;
2000: ACS COMP and Chemical Computing Group ExcellenceAward;
2000: Overend Award for Graduate Research in Physical Chemistry)
currently Assistant Professor,Dept. of Chemistry, Louisiana State Univ.

1997{2003: Nikolaj D. Zhuravlev, M.S. (12/03) \Mon te Carlo Simulations for PhaseEquilibria
and Chromatographic Systems"

1998{2003: Collin D. Wick, Ph.D. (6/03) \Simulations of Chromatographic Systems"
(2000{: DOE Computational ScienceGraduate Fellow;
2001: 1st Prize ACS PHYS and IBM Graduate Student Award in

Computational Chemistry;
2003/04: NSF-MPS Distinguished International Postdoctoral Research Fellow;
DOE CSGF HowesScholar Award)
currently postdoctoral associate, Paci¯c Northwest National Laboratory

1999{2004: John M. Stubbs, Ph.D. (8/04) \Simulating MicroheterogeneousFluids"
(2001/02: DAAD Graduate Fellow;
2002/03: Frieda Martha Kunze Fellow;
2003/04: Doctoral Dissertation Fellow;
2003: NSF-RSEC Teaching Fellow, Drake University)
currently Assistant Professor,Dept. of Chemistry, Grinnell College

1999{present: Ling Zhang, Ph.D. candidate

2000{2003: JunseokLee, M.S. Chemistry and Statistics (5/03)
currently statistician at General Electric

2001{present: Li Sun, Ph.D. candidate
(2003/04: Frieda Martha Kunze Fellow)

2001{present: Xin Sophia Zhao, Ph.D. candidate
(2002: Chemical Physics Summer Research Fellow)

2002{present: Matthew McGrath, Ph.D. candidate
(2002{05: 3M Graduate Fellow;
2004{: DOE Computational ScienceGraduate Fellow)
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2003{present: Neeraj Rai, Ph.D. candidate

2003{present: Becky L. Eggimann, Ph.D. candidate
(2001/02: Graduate School Fellow;
2002{04: NSF IGERT Fellow)

2004{present: Kelly E. Anderson, Ph.D. candidate
(2004{07: 3M Graduate Fellow)

2004{present: Jake L. Ra®erty, Ph.D. candidate
(2004/05: Graduate School Fellow)

Postdoctoral Associates

10/95{9/96: Kegang Wang, Ph.D., 1992,Materials Physics, Academic Sinica, Shenyang, PRC
returned to PRC

8/99{12/00: Je®reyJ. Poto®, Ph.D., 1999,Chemical Engineering, Cornell University
2000/01: Minnesota Supercomputing Institute Research Scholar
currently Assistant Professor,Dept. of Chemical Engineering and Materials

Science,Wayne State University

4/04{: DiveshBhatt, Ph.D., 2004,Chemical Engineering, Univ. of California at Berkeley
2004/05: Minnesota Supercomputing Institute Research Scholar
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Service

Departmental Service

² Organizer of the Poster Sessionat the Minisymp osium in Chemistry (1994/96)

² Member of the Selection Committee for the Overend Award for Graduate Research in Physical
Chemistry (1994/95/96)

² Organizer of the Research Symposium for incoming graduate students (1995/96)

² Coordinator for Physical Chemistry and Chemical Physics Seminar Series(1995/96)

² Member of the Departmental Seminar Committee (1996{98)

² Chair of the Departmental Seminar Committee (1998{2000)

² Coordinator for Physical Chemistry and Chemical Physics Student Seminar Series(1996{99)

² Member of the Computer-Aided-Instructions Committee (1995{99)

² Member of the Computational Chemistry Faculty Search Committee (1997)

² Organized ¯rst U. of Minnesota Alumni and Friends Breakfast at ACS National Meeting (1998)

² Organizer of the Minisymp osium in Chemistry (2000)

² Faculty Web Pages(2000-3)

² Member of the Departmental Equal Opportunit y Committee (2000{)

² Member of the Graduate Committee (2004{)

² Member of the Department Chair Search Committee (2005)

² Ph.D. Thesis and Preliminary Exam committees

Institute of Technology Service

² Director of Graduate Studies, Chemical Physics Program (1999{2003,2004{)

² Member of the Computational NeuroscienceFellowship SelectionCommittee (1998{2002)

² Member of the Donaldson Lecture Committee (2005/06)

² Ph.D. Thesis and Preliminary Exam committees in Chemical Engineering, Materials Science,
Chemical Physics, Physics, and Pharmacy

University Service

² Member of the SGI Origin 2000Steering Committee (1998/99)

² Member of the Stanton Ford Lectureship Committee (1997{2002)

² Member of the Fullbrigh t Fellowship ScreeningCommittee (1998{2001)

² Member of the Supercomputing Institute Research Scholarship Peer Review Panel (2000{2003)

² Member of the Supercomputing Institute IBM Cluster Steering Committee (2000{02)

² Member of the Supercomputing Institute Nominating Committee (2003{2005)

² Member of the Supercomputing Institute ResourcesPeer Review Panel (2005{)

² Member of the NSF-MRI Internal Evaluation Committee (2004)
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ProfessionalServiceand Outreach

² Scienceexpert/co-presenter in ScienceWorks!, an NSF-sponsoredproject that seeksto reform the
Minneapolis Public Schools K-8 scienceprogram

² Advisory Editor for Theoretical Chemistry Accounts (2005{)

² Reviewer for AIChE J., Biophys. J., Canadian J. Chem., Chem. Phys. Lett. , Faraday Trans.,
Fluid PhaseEquil. , J. Amer. Chem. Soc., J. Chem. Phys., J. Chromatogr. A J. Comput. Chem.,
J. Phys. Chem., Langmuir , Macromolecules, MendeleevComm., Mol. Phys. Nature, Phys. Chem.
Chem. Phys., Phys. Rev. Lett. , Phys. Rev. B, Phys. Rev. E, Science, and Theo. Chem. Acc.

² Reviewer for ACS-PRF, NSF, DOE, and SwissNational Fonds

² Co-chair (with MassimoMarchi) of CECAM (EuropeanCentre for Atomic and Molecular Compu-
tations) Workshop on `Algorithms for Simulating Complex Molecular Systems',April 27{29, 1998,
Lyon, France [received FF 40,000¯nancial support from CECAM]

² Co-chair (with Thanos Panagiotopoulos) of AIChE Annual Meeting Symposium on `Molecular
Simulation{Dev elopment of Potentials Models', Nov. 11{15, 1998,Miami Beach, FL

² Organizer (with Richard McClurg) of 2000 Midwest Thermodynamics and Statistical Mechanics
Conference,May 15{16, 2000,Minneapolis, MN [received $3,503¯nancial support from NSF]

² Chair (with Rajesh Khare) of AIChE Annual Meeting Symposium on `Intermolecular Potentials
for Industrial Applications', Nov. 12{17, 2000,Los Angeles,CA

² Co-Chair (with Anders Wistrom) of AIChE Annual Meeting Symposium on `Self-Assembly in
Supercritical Fluids', Nov. 12{17, 2000,Los Angeles,CA

² Co-Organizer of Workshop on `Predicting the Thermophysical Properties of Fluids by Molecular
Simulation', June 18{20, 2001,Gaithersburg, MD

² Co-Organizer (with Chris Cramer, Jiali Gao, Don Truhlar, and Darrin York) of 34th Midwest
Theoretical Chemistry Conference,October 4{6, 2001,Minneapolis, MN

² Co-Chair (with RajeshKhare) of AIChE Annual Meeting Symposiumon `Intermolecular Potentials
for Industrial Applications', Nov. 4{9, 2001,Reno, NV

² Chair (with Clare McCabe) of AIChE Annual Meeting Symposium on `Intermolecular Potentials
for Industrial Applications', Nov. 3{8, 2002, Indianapolis, IN

² Organizing Committee for Fifth Annual Japanese-AmericanFrontiers of Science Symposium
(JAF OS), sponsoredby National Academy of Science,Dec. 6{8, 2002, Irvine, CA

² Co-chair (with Chris Millot and Jerome Delhommelle) of CECAM (European Centre for Atomic
and Molecular Computations) Workshop on `Modeling Crystallization and Crystal Stabilit y', May,
2003,Lyon, France [received Euro 8,500¯nancial support from CECAM]

² Chair of \Molecular Simulation Focus Area" (5 sessions)at 15th Symposium on Thermophysical
Properties, June 22{27, 2003,Boulder, CO

² AIChE Area 1a \Thermo dynamic and Transport Properties" Programming Committee (2002{05)

² AIChE Area 1a\Thermo dynamic and Transport Properties" Program Chair, AIChE Annual Meet-
ing, Nov. 7{12, 2004,Austin, TX

² Member of Joint ASME-AIChE Committee on Thermophysical Properties (2003{06)

² Member of NSF Career Panel 1414,Chemical and Transport Systems(10/2004)
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Researc h Supp ort

External Support (² = current)

± The Camille and Henry Dreyfus Foundation, \The Camille and Henry Dreyfus New Faculty
Award", $25,000(10/94{9/99).

± Entropic Systems,Inc., Winchester, MA, (SBIR - Airforce), \Mon te Carlo Simulations of Linear
Surfactants", $14,500(4/95{3/97).

± American Chemical Society, Petroleum Research Fund, \Simulating Vapor-Liquid and Liquid-
Liquid PhaseEquilibria of Complex Fluids", $50,000(9/95{8/98).

± Alfred P. Sloan Foundation, \Sloan Research Fellowship", $35,000(9/98{9/01).

± National ScienceFoundation, Chemical and Transport SystemsDivision (CTS-9813601),\GO ALI:
Development of TransferableForce Fields for PhaseEquilibria", $120,331(12/98{11/00).

± National ScienceFoundation, Analytical and SurfaceChemistry (CHE-9816328),\GO ALI: Reten-
tion Processesin Gas-Liquid and Reversed-PhaseLiquid Chromatography. A Molecular Simula-
tion Study", co-PI: Mark Schure, Rohm and Haas Company, Spring House,PA, $227,073(NSF)
+ $44,415(R&H) (7/99{6/02).

² National ScienceFoundation, Chemical and Transport SystemsDivision (CTS-0138393),\GO ALI:
Development of TransferableForce Fields for PhaseEquilibria and Simulation Studies of Micro-
heterogeneousFluids", co-PI: Sami Karaborni, Merck & Co, West Point, PA, $282,309(NSF) +
$54,992(Merck) (6/02{5/05).

² National ScienceFoundation, Analytical and SurfaceChemistry (CHE-0213387),\GO ALI: Reten-
tion Processesin Chromatography: A Molecular Simulation Study", co-PI: Mark Schure, Rohm
and Haas Company, Spring House,PA, $324,000(NSF) + $38,754(R&H) (8/02{7/05).

² Department of Energy, Lawrence Livermore National Laboratory, \Multi-scale Modeling of
Nucleation Phenomena:Partitioning and Reactivit y in Aerosols", $145,000(8/03{7/04).

² P¯zer, Inc., Ann Arb or, MI, \Gibbs Ensemble Monte Carlo Simulations for Organic Solids:
Polymorph Stabilit y and Solubilit y and Polymorph Screening", $115,636(9/03{9/05).

Internal Support (² = current)

± Graduate School, University of Minnesota, Faculty Summer Research Fellowship, \Simulating the
Critical Properties of Branched Alkanes", $5,000(7/95).

± Graduate School, University of Minnesota, Grant-in-Aid of Research, Artistry and Scholarship,
\Fluid PhaseEquilibria in Langmuir Monolayers: A Monte Carlo Study", $12,600(7/95{12/96).

± Graduate School, UMN, \McKnigh t Land-Grant Assistant Professorship", $70,000(7/96{6/98).

± Graduate School, University of Minnesota, Grant-in-Aid of Research, Artistry and Scholarship,
\Mon te Carlo Calculations for Supercritical Fluid Extraction", $13,770(12/96{12/97).

± Minnesota Supercomputing Institute, Award of IBM Intellistation, \Simulating Complex Fluids",
$6,500(7/99).

± Minnesota Supercomputing Institute, Research Scholar Award (J.J. Poto®), $17,000(7/00{6/01).
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² Minnesota Supercomputing Institute, Research Scholar Award (D. Bhatt), $21,000(7/04{6/05).

² Minnesota Supercomputing Institute, Numerous Awards of Supercomputer Resources,present al-
location: 50,000IBM/SGI serviceunits/6 months (1996{).

Participation in Group Proposals(² = current)

² National ScienceFoundation, REU (PI: L. Pignolet) \Research Experiencesfor Undergraduatesin
Chemistry at the University of Minnesota" (3/95{2/98, 6/98{5/01, 6/02{5/05).

± National ScienceFoundation, MRSEC (PI: M.D. Ward and F.S. Bates) \Materials Research Science
and Engineering Center for Hybrid Materials" (9/98{2/03).

± National ScienceFoundation, IGERT (PIs: T.J. Ebner, Y. Saad, and D.G. Truhlar) \In tegrative
Graduate Training of Neuroscientists and Computational Physical Scientists" (10/98{9/03).

² National ScienceFoundation, RSEC (PI: J.T. Roberts) \Research Site for Educators in Chemistry
at the University of Minnesota" (9/01{8/05).

² National ScienceFoundation, ITR (PI: R. Wentzcovitch) \Virtual Laboratory for Earth and Plan-
etary Materials" (10/04{9/08).

² Department of Energy, Paci¯c NorthwestNational Laboratory (PI: R. Hall) \Computational Grand
Challenge: Studies of Long Time ScaleProcessesof Environmental Importance" (10/04{9/05).

² O±ce of Naval Research (PI: D.G. Truhlar) \In tegrated Computational Tools for Chemical Dy-
namics" (3/05{2/10).


