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CURRICULUM VITAE (7-15-2017)

Name: Lee G. Pedersen

Work Address: Chemistry, CB#3290 University of North Carolina-CH, NC 27599
Date & Place of Birth: June 15, 1938; Oklahoma City, OK.

Citizenship: USA

Education:
Benedictine Heights College, Tulsa, OK.
B.S. (Chemistry) U. Tulsa, Tulsa, OK.
Ph.D. (Chemistry) U. Arkansas, Fayetteville, AK.

PROFESSIONAL EXPERIENCE and Activities:
Undergraduate Teaching Assistant, University of Tulsa, 1960-61.
Graduate Research Assistant, University of Arkansas, 1961-65.
Postgraduate Research Fellow, Columbia University, 1965-66.
Postgraduate Research Fellow, Harvard University, 1966-67.
Assistant Associate, Full Professor, University of North Carolina-CH 1967-1999
M. A. Smith Prof. Chemistry 1999-2005
Adjuct Prof. Chem. (retired from teaching, full time research)2006-2016
Prof. Emeritus 2016-
Visiting Scientist, NIEHS, RTP, 1984-85, 1989-90, Research Chemist, NIEHS 1986-
2010, visitor NIEHS 2010-present

AWARDS:
Full Four Year Scholarship, Benedictine Heights College, Tulsa, OK 1956
Full Academic Scholarship, University of Tulsa, 1958-59
NASA Predoctoral Fellowship, University of Arkansas, 1962-65
NSF Postdoctoral Fellowship, Columbia University, 1965-66
NIH Postdoctoral Fellowship, Harvard University, 1966-67
Tanner Award for Excellence in Undergraduate Teaching, University of
North Carolina at Chapel Hill, 1970
Lee G. Pedersen Chair created by the University (currently held by the Dean of AS)

RECENT ACTIVITIES ( Presentations)
March 2003 American Physical Soc. Invited Symposium. Issues in Modeling
Blood Coagulation Complexes.
December 2003 Laboratory of Structural Biology NIEHS Issues in modeling Blood
Coagulation Complexes
Jan 2004 UNC-W Symposium Speaker Modeling Blood Coagulation Proteins
Nov 4 Biophysical Symposium RTP Session Chair
Apr 2005 NIEHS Deuterium in Biology
Apr 2005 Session Chair Symposium for MKarplus NIH Washington DC
March 2006 Santa Fe Thom Dunning Appreciation Conference Speaker DNA beta
polymerase
March 2006 ACS National Atlanta DNA beta Polymerase
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March 2006 ACS National Atlanta Vitamin K Mechanism Q. Mech.

May 2006 FVIIa/TF symp Chapel Hill: Comparison of FVIla/TF and FVIla(free).

Sept 2006 NIEHS Energy analysis for correct insertion by DNA Polymerase Beta

Dec 2006 UNC-G Chemistry Energy analysis for correct insertion by DNA Pol
Beta

Jan 2007 UNC-CH Chem Energy analysis for correct insertion by DNA Pol Beta

Sept 2007 NIEHS LSB Theoretical Study of the Vitamin K cycle

Nov 2008 NIEHS LSB Making Thrombin: Computational Issues

Apr 2010 5" FVIIa/TF Symposium NC The Ternary complex of TF/FVIIa/FXa

Aug 2010 Speaker at Whitten Symposium, Albuquerque NM (UMN) Prothrombin

Dec 2011 NIEHS LSB Prothrombin

Sept 2013 Indianapolis National Meeting. Symposium honoring Darden, York and

Pedersen. Talk on Molecular Dynamics in Bioinformatics. ACS

Reviewer For Professional Journals and Granting agencies
Austrian Research Foundation
J. Computational Chemistry
J. Physical Chemistry
J. Chem. Phys.
Biochemistry
Proceedings National Acad. of Sciences (USA)
Proteins
J. Chemical Physics
J. of the Am. Soc. For Mass Spectrometry
J. Am. Chemical Soc.
J. Inorganic Biochemistry
International J. Quantum Chemistry
International Revs. Phys. Chemistry
J. Mol. Modeling
J. Mol. Graphics and Model.
J. Throm. Haem.
Throm. Haem.
BioPhysChem
PRF Grant Reviews (Theoretical Chemistry)
NSF Grant Reviews (Theoretical/Biophysical Chemistry)
NIH Program Project Reviewer

Membership in Professional Organizations
American Chemical Society, American Physical Society

American Association for Advancement of Science

Editorial Boards
World Journal of Biological Chemistry
Biophysical Chemistry

Publications in Reviewed Journals
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[Ref. 125 and 139 are possibly the second and third most cited papers at UNC-CH
Chemistry: >9838 and >7903 times, resp; WOS 1/16/2017. Both papers have about
1500 more citations each in Google Scholar. Mathematican Tom Darden was the
“genius” behind them. Ulli Essemann (a phd student w. Max Berkowitz) took a
lead role on the second and Darrin York ( a g. student with me) contributed
significantly to the first. JLT fairly points out, however, that some of the other
papers are “dogs”; Ref. 261 (a book with Charles S. Johnson, Jr.) is a Dover
Classic.) and therefore may not be a “dog”. Some of my publications are cited as
L. Pedersen, some as LG Pedersen and others as L. Pederson]

1.

2.

10.

11.

12.

13.

14.

Amis, E.S. and L.G. Pedersen, The equivalent conductance of
electrolytes Z. Physik. Chem. Neue. Folge, 1963. 36: p. 205.
Morokuma, K., L.G. Pedersen, and M. Karplus, Vibrational vs.
translational activation in the (H,, Hz) and (Hs, D,) exchange
reactions. Journal of the American Chemical Society, 1967. 89: p.
5064.

Pedersen, L.G. and K. Morokuma, Ab initio calculations of the
barriers to internal rotation of CH3-CHj3 etc. Journal of Chemical
Physics, 1967. 46: p. 3941.

Pedersen, L.G. and R.N. Porter, A modified semiempirical approach
to the Hs potential energy surface. Journal of Chemical Physics,
1967. 47: p. 4751.

Morokuma, K. and L.G. Pedersen, Molecular orbital studies of
hydrogen bonds: an ab initio calculation for dimeric H2O. Journal of
Chemical Physics, 1968. 48: p. 3275.

Pedersen, L.G. and M. Karplus, The structure of CHs; and CF3.
Journal of Chemical Physics, 1968. 48: p. 4081.

Pedersen, L.G., The barrier to internal rotation of OF,. Journal of
Molecular Structure, 1969. 3: p. 510.

Pedersen, L.G., D.G. Whitten, and T. McCall, Excited states of N-
hetero molecules. Chemical Physics Letters, 1969. 3: p. 569.
Pedersen, L.G., Possible contributing structures in polywater.
Chemical Physics Letters, 1969. 4: p. 280.

Pedersen, L.G. and R. Griffin, On the structure of the li-napthalenide
anion. Chemical Physics, 1970. 5: p. 373.

Pedersen, L.G., The structure of the triatomic free radicals HCO,
HCN-, FCO. Journal of Molecular Structure, 1970. 5: p. 21.

Lee, Y.J., D.G. Whitten, and L.G. Pedersen, Importance of 1n,a*
states in N-heterocycles. Journal of the American Chemical Society,
1971. 93: p. 6330.

Pedersen, L.G., K. Gammon, and D. Hoskins, Rotational relaxation in
the H,, Ar system. A Monte Carlo trajectory calculation. Chemical
Physics Letters, 1971. 11: p. 407.

Pedersen, L.G., R.G. Hoskins, and H. Cable, The preferred
conformation of noradrenaline. J. Pharm. Pharmacol., 1971. 23: p.
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29.

30.
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216.

Cable, H., A. Rauch, and L.G. Pedersen, The preferred conformation
of cyclophosphamide. J. Pharm. Pharmacol., 1973. 25: p. 509-510.
Parker, C., M.M. Bursey, and L.G. Pedersen, Scrambling in ethane
molecular ion: an indo model for hydrogen exchange before mass
spectral fragmentation. Organic Mass Spectrometry, 1973. 7: p.
1077.

Parker, C., J.R. Haas, M.M. Bursey, and L.G. Pedersen, The ortho
effect in mass spectra, insight into the tightening of activted
complexes for the loss of ketene from phenyl acetates and ethylene
from phenetoles from indo molecular orbital calculations. Organic
Mass Spectrometry, 1973. 7: p. 1189.

Parker, C., M.M. Bursey, and L.G. Pedersen, Internal rotation in the
molecular ions of benzoic acid and salicyclic acid. An indo molecular
orbital approach. Organic Mass Spectrometry, 1974. 7: p. 204.
Bursey, M.M., R.S. Greenberg, and L.G. Pedersen, Position of
protonation of the cresols: Semi-empirical and ab initio calculations.
Chemical Physics Letters, 1975. 36: p. 470.

Carlson, G. and L.G. Pedersen, Extension of GAUSSIAN70 to any
number of atomic orbitals. Journal of Computational Physics, 1975.
17: p. 38.

Carlson, G. and L.G. Pedersen, An ab initio investigation of Sg.
Journal of Chemical Physics, 1975. 62: p. 4567.

Kao, J.L., M.M. Bursey, and L.G. Pedersen, The lowest electronic
states of the benzoyl ion. A molecular orbital study with configuration
interaction. Organic Mass Spectrometry, 1975. 10: p. 38.

Pedersen, L.G. and G. Carlson, The planarity of hexachlorobenzene:
an ab initio investigation. Journal of Chemical Physics, 1975. 62: p.
20009.

Pedersen, L.G., The correlation of partial and total scores of the SAT
of the CEEB with grades in freshman chemistry. Educational
Psychological Measurement, 1975. 35: p. 509.

Putnam, J.B. and L.G. Pedersen, Discovery of a cyclic 3-5'guanosine
monophosphate simulating factor in amoebae of dictyostelium
discoideum. Biochimica et Biophysica Acta, 1975. 411: p. 168.
Carlson, G.L., H. Cable, and L.G. Pedersen, An ab initio investigation
of ascorbic acid. Chemical Physics Letters, 1976. 38: p. 75.
Greenberg, R.S., M.M. Bursey, and L.G. Pedersen, Molecular orbital
studies of the protonation of the methylanisoles. Journal of the
American Chemical Society, 1976. 98: p. 4061.

McLean, W., L.G. Pedersen, and R. Jarnagin, Alkyl-metal surface
complexes: methyl and lithium. Journal of Chemical Physics, 1976.
65: p. 2491.

Pedersen, L.G. and G. Carlson, Molecular fragment transfer in ab
initio calculations. Computers & Chemistry, 1976. 1: p. 137.
Pedersen, L.G., Lower level freshman chemistry: how to choose the
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37.

38.

39.

40.

41.

42.

43.

44.
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audience. Journal of Chemical Education, 1976. 53: p. 418.
Rechnsteiner, C., R.P. Buck, and L.G. Pedersen, Experimental and
theoretical studies on M;X+ (M=Li, Na; X=F, C1). Journal of
Chemical Physics, 1976. 65: p. 1659.

Peacock, W., J.B. Putnam, and L.G. Pedersen, Massive body
collisions with the solar system. The Astronomy Quarterly, 1977. 1: p.
201.

Adamson, S.M.E. and L.G. Pedersen, The interaction of charged
disks in a dielectric medium. Journal of Chemical Physics, 1978. 68:
p. 4333.

Capitani, J.F. and L.G. Pedersen, Rotational barriers in the
guanidinium ion: an ab initio study. Chemical Physics Letters, 1978.
54: p. 547.

Eslava, A., J.B. Putnam, and L.G. Pedersen, An ab initio
investigation of molecules with a disulfide bond: (HS),, (CH3S)2' and
cystine. International Journal of Peptide and Protein Research, 1978.
11: p. 149.

Bursey, M.M., J. Hass, D. Harvan, C. Parker, and L.G. Pedersen,
Consequences of charge reversal of gaseous formate ions. Acyloxy
ion. Journal of the American Chemical Society, 1979. 101: p. 5489.
Evans, J. and L.G. Pedersen, A simple and inexpensive solar energy
experiment. Journal of Chemical Education, 1979. 56: p. 339.
McLean, W., J. Schultz, L.G. Pedersen, and R.C. Jarnagin, The
Structure and formation of methyllithium ionic fragments. Journal of
Organometallic Chemistry, 1979. 175: p. 1.

Schultz, J., W. McLean, and L.G. Pedersen, Surface complexes
between O,'H,0, and lithium. Surface Science, 1979. 83: p. 354.
Schultz, J.A., W. McLean, L.G. Pedersen, and R.C. Jarnagin, H,O on
Lin clusters: a theoretical study. Chemical Physics Letters, 1979. 64:
p. 230.

Sarasua, M.M., M.E. Scott, J.A. Helpern, P.B.W. Tenkortenaar, N.T.
Boggs, L.G. Pedersen, K.A. Koehler, and R.G. Hiskey, Europium lon
Coordination with Gamma-Carboxyglutamic Acid Containing Ligand
Systems. Journal of the American Chemical Society, 1980. 102(10):
p. 3404-3412.

Schultz, J.A., S. Gates, L.G. Pedersen, and R.C. Jarnagin,
Methoxide Surface Complexes on Lithium. Chemical Physics Letters,
1980. 72(1): p. 156-161.

Youngless, T.L., M.M. Bursey, and L.G. Pedersen, Chemical-Field
lonization - Effect of Chemically Bonded Surface Groups in Field-
lonization Mass-Spectrometry. Journal of the American Chemical
Society, 1980. 102(22): p. 6881-6882.

Gottschalk, K.E., R.G. Hiskey, L.G. Pedersen, and K.A. Koehler, A
Theoretical-Study of the Interaction of Magnesium(ll) and 2 Malonate
lons. Theochem-Journal of Molecular Structure, 1981. 2(3-4): p. 337-
342.
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Gottschalk, K.E., R.G. Hiskey, L.G. Pedersen, and K.A. Koehler, A
Theoretical-Study of Malonate lon and Its Metal-Binding by Abinitio
and Semi-Empirical Techniques. Theochem-Journal of Molecular
Structure, 1981. 1(2): p. 197-201.

Youngless, T.L., M.M. Bursey, and L.G. Pedersen, Field-lonization at
a Surface Modified by Chemically Bound Carboxylic-Acid Groups.
International Journal of Mass Spectrometry and lon Processes, 1981.
38(2-3): p. 223-2309.

Fraley, D.F., L.G. Pedersen, and M.M. Bursey, Resistive Heating of
Emitter Wires for Field Desorption and lonization - a Theory.
International Journal of Mass Spectrometry and lon Processes, 1982.
43(2-3): p. 99-129.

Gottschalk, K.E., R.G. Hiskey, L.G. Pedersen, and K.A. Koehler, A
Theoretical-Study of the Chelation Complex Comprising Formate
lons, Calcium-lon and Water of Hydration. Theochem-Journal of
Molecular Structure, 1982. 7(3-4): p. 265-269.

Gottschalk, K.E., R.G. Hiskey, L.G. Pedersen, and K.A. Koehler, A
Theoretical-Study of Malonate and Formate Calcium-Binding by
Abinitio Techniques. Theochem-Journal of Molecular Structure, 1982.
4(2): p. 155-159.

Madar, D.A., M.M. Sarasua, H.C. Marsh, L.G. Pedersen, K.E.
Gottschalk, R.G. Hiskey, and K.A. Koehler, The Relationship
between Protein-Protein and Protein-Lipid Interactions and the
Immunological Properties of Bovine Prothrombin and Several of Its
Fragments. Journal of Biological Chemistry, 1982. 257(4): p. 1836-
1844.

Schultz, J.A., S.M. Gates, L.G. Pedersen, and R.C. Jarnagin, Surface
Complexes Formed by Monohydric Alcohols on Lithium. Surface
Science, 1982. 118(3): p. 634-648.

Bursey, M.M., R.L. Cerny, L.G. Pedersen, K.E. Gottschalk, K.B.
Tomer, and T.A. Lehman, Direct Observation of the H2no2-lon.
Journal of the Chemical Society-Chemical Communications, 1983(9):
p. 517-518.

Long, G.A., J.F. Capitani, and L.G. Pedersen, A theoretical
investigation of molecular NaOH. Journal of Molecular Structure,
1983. 105: p. 229.

McKinney, J.D., K.E. Gottschalk, and L.G. Pedersen, A theoretical
investigation of the conformation of polychlorinated biphenyls (PCB's.
Journal of Molecular Structure, 1983. 104: p. 445.

McKinney, J.D., K.E. Gottschalk, and L.G. Pedersen, The
polarizability of planar aromatic systems. An appli. to polychlorinated
biphenyls (PCB's), dioxins and polyaromatic hydrocarbons. Journal
of Molecular Structure, 1983. 105: p. 427.

Gates, S.M., H.M. Meyer, L.G. Pedersen, and R.C. Jarnagin,
Electronic and Geometric Structure of Acetylide Carbon on the
Surface of Lithium. Surface Science, 1984. 140(2): p. 455-471.
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62.

63.

64.

65.

66.

67.
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Long, G.A., R.G. Hiskey, L.G. Pedersen, and K.A. Koehler, The Role
of Gamma-Carboxyglutamic Acid (Gla) in Blood-Clotting Proteins - a
Theoretical-Study of Mg-Malonate Complexes. Theochem-Journal of
Molecular Structure, 1984. 17(3-4): p. 173-178.

McKinney, J.D., G.A. Long, and L.G. Pedersen, PCB and dioxin
binding to cytosol receptors: a theoretical model based on molecular
parameters. Journal of Quantitative Structure Activity Relationships,
1984. 3: p. 99.

Mooney, W.F., P.E. Brown, J.C. Russell, S.B. Costa, L.G. Pedersen,
and D.G. Whitten, Photochemical-Reactions in Organized
Assemblies .37. Photochemistry and Photophysics of Surfactant
Trans-Stilbenes in Supported Multilayers and Films at the Air Water
Interface. Journal of the American Chemical Society, 1984. 106(19):
p. 5659-5667.

Washington, K., M.M. Sarasua, L.S. Koehler, K.A. Koehler, J.A.
Schultz, L.G. Pedersen, and R.G. Hiskey, Utilization of Heavy-Atom
Effect Quenching of Pyrene Fluorescence to Determine the
Intramembrane Distribution of Halothane. Photochemistry and
Photobiology, 1984. 40(6): p. 693-701.

Bursey, M.M., D.J. Harvan, L.G. Pedersen, and A.T. Maynard, Direct
Observation of the Htio3-lon. Inorganic Chemistry, 1985. 24(26): p.
4748-4749.

Kabis, C.W., M.M. Sarasua, K.E. Gottschalk, C.D. Bourne, L.G.
Pedersen, C.M. Jackson, R.G. Hiskey, and K.A. Koehler, A Kinetic-
Model Describing the Interaction of Bovine Prothrombin Fragment-1
with Calcium-lons. Thrombosis and Haemostasis, 1985. 53(1): p. 19-
23.

Maynard, A.T., R.G. Hiskey, L.G. Pedersen, and K.A. Koehler, An
Abinitio Mo Study of Calcium and Magnesium Complexes with
Malonate and Formate. Theochem-Journal of Molecular Structure,
1985. 25(3-4): p. 213-221.

McKinney, J.D., T. A. Darden, M.A. Lyerly, and L.G. Pedersen, Pcb
and Related Compound Binding to the Ah Receptor(S) Theoretical-
Model Based on Molecular-Parameters and Molecular Mechanics.
Quantitative Structure-Activity Relationships, 1985. 4(4): p. 166-172.
Pedersen, L.G., Conformational properties of molecules by ab initio
quantum mechanical energy minimization. Environmental Health
Perspectives, 1985. 61: p. 185.

Darden, T. A., J.D. McKinney, K. Gottschalk, A.T. Maynard, and L.G.
Pedersen, A Theoretical-Study of the Minimum Energy Structures of
Diethylstilbestrol and Its Analogs by Molecular Mechanics (MmZ2p),
Mndo, and Abinitio Calculations. Journal of the American Chemical
Society, 1986. 108(2): p. 207-211.

Deerfield, D.W., R.A. Hoke, L.G. Pedersen, T. A. Darden, and R.G.
Hiskey, Relative Spectral Response as a Function of Sequential
Ligand-Binding. Biochemical and Biophysical Research
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69.

70.

71.

72.

73.

74.

75.

76.

77.

78.

NIEHS CV

Communications, 1986. 141(3): p. 1207-1212.

Deerfield, D.W., P. Berkowitz, D.L. Olson, S. Wells, R.A. Hoke, K.A.
Koehler, L.G. Pedersen, and R.G. Hiskey, The Effect of Divalent
Metal-lons on the Electrophoretic Mobility of Bovine Prothrombin and
Bovine Prothrombin Fragment-1. Journal of Biological Chemistry,
1986. 261(11): p. 4833-4839.

Eastman, M.A., L.G. Pedersen, R.G. Hiskey, M. Pique, K.A. Koehler,
K.E. Gottschalk, G. Nemethy, and H.A. Scheraga, Conformation of
the 18-23 Loop Region of Bovine Prothrombin in the Absence and
Presence of a Model Ca-2+ lon - an Energy Minimization Study.
International Journal of Peptide and Protein Research, 1986. 27(5):
p. 530-553.

Hoke, R.A., D.W. Deerfield, L.G. Pedersen, K.A. Koehler, and R.G.
Hiskey, Synthesis of a Gamma-Carboxyglutamic Acid Containing
Heptapeptide Corresponding to Bovine Prothrombin Residues 17-23.
International Journal of Peptide and Protein Research, 1986. 28(6):
p. 569-578.

Kiplinger, J.P., L.G. Pedersen, and M.M. Bursey, Direct Observations
of New Antimony-Containing Anions - Sbh2o0-, Sb3-, and Monomeric
Sb305. Inorganica Chimica Acta, 1986. 115(2): p. 203-205.

Lehman, T.A., J.R. Hass, F.W. Crow, K.B. Tomer, and L.G.
Pedersen, Isotope Effects in Collision-Activated Dissociations of
Simple lons. International Journal of Mass Spectrometry and lon
Processes, 1986. 69(1): p. 85-96.

Marsh, H.C., R.A. Hoke, D.W. Deerfield, L.G. Pedersen, R.G. Hiskey,
and K.A. Koehler, Terbium lon Binding to a Synthetic Gamma-
Carboxyglutamic Acid Containing Heptapeptide Corresponding to
Bovine Prothrombin Residues 17-23. Inorganic Chemistry, 1986.
25(25): p. 4503-4506.

Maynard, A.T., L.G. Pedersen, H.S. Posner, and J.D. McKinney, An
Abinitio Study of the Relationship between Nitroarene Mutagenicity
and Electron-Affinity. Molecular Pharmacology, 1986. 29(6): p. 629-
636.

McKinney, J.D. and L.G. Pedersen, Biological-Activity of
Polychlorinated-Biphenyls Related to Conformational Structure.
Biochemical Journal, 1986. 240(2): p. 621-622.

Pedersen, L.G., T.A. Darden, S.J. Oatley, and J.D. McKinney, A
Theoretical-Study of the Binding of Polychlorinated-Biphenyls (Pcbs),
Dibenzodioxins, and Dibenzofuran to Human-Plasma Prealbumin.
Journal of Medicinal Chemistry, 1986. 29(12): p. 2451-2457.

Singh, P., L.G. Pedersen, and J.D. McKinney, Crystal and Energy-
Refined Structures of 2,2',4,4',5,5'-Hexachlorobiphenyl. Acta
Crystallographica Section C-Crystal Structure Communications,
1986. 42: p. 1172-1175.

Wright, S.F., P. Berkowitz, D.W. Deerfield, P.A. Byrd, D.L. Olson,
R.S. Larson, G.C. Hinn, K.A. Koehler, L.G. Pedersen, and R.G.
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80.

81.

82.

83.

84.

85.

86.

87.

88.
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Hiskey, Chemical Modification of Bovine Prothrombin Fragment-1 in
the Presence of Tb-3+ lons. Journal of Biological Chemistry, 1986.
261(23): p. 598-605.

Deerfield, D.W., D.L. Olson, P. Berkowitz, K.A. Koehler, L.G.
Pedersen, and R.G. Hiskey, Relative Affinity of Ca(ll) and Mg(ll) lons
for Human and Bovine Prothrombin and Fragment-1. Biochemical
and Biophysical Research Communications, 1987. 144(1): p. 520-
527.

Deerfield, D.W., D.L. Olson, P. Berkowitz, P.A. Byrd, K.A. Koehler,
L.G. Pedersen, and R.G. Hiskey, Mg(ll) Binding by Bovine
Prothrombin Fragment-1 Vla Equilibrium Dialysis and the Relative
Roles of Mg(ll) and Ca(ll) in Blood-Coagulation. Journal of Biological
Chemistry, 1987. 262(9): p. 4017-4023.

Koehler, L.S., F. Jarnagin, R.G. Hiskey, L.G. Pedersen, and K.A.
Koehler, Estimation of Apparent Quadrupolar Coupling-Constants for
Complexes of Magnesium-lons with Monocarboxylic and
Dicarboxylic-Acid Ligands - Applications to Magnesium-Ilon - Protein
Interactions. Journal of Inorganic Biochemistry, 1987. 29(2): p. 153-
164.

McKinney, J.D. and L.G. Pedersen, Do Residue Levels of
Polychlorinated-Biphenyls (Pcbs) in Human-Blood Produce Mild
Hypothyroidism. Journal of Theoretical Biology, 1987. 129(2): p. 231-
241.

McKinney, J., R. Fannin, S. Jordan, K. Chae, U. Rickenbacher, and
L.G. Pedersen, Polychlorinated biphenyls (PCB's) and related
compd. interactions with binding sites for thyroxine in rat liver nucl.
extracts. Journal of Medicinal Chemistry, 1987. 30: p. 79-86.

Olson, D.L., D.W. Deerfield, P. Berkowitz, R.G. Hiskey, and L.G.
Pedersen, Determination of Magnesium Binding to Macromolecules.
Analytical Biochemistry, 1987. 160(2): p. 468-470.

Lewis, M.R., D.W. Deerfield, R.A. Hoke, K.A. Koehler, L.G.
Pedersen, and R.G. Hiskey, Studies on Ca(ll) Binding to Gamma-
Carboxyglutamic Acid Use of Thermal Decarboxylation to Probe
Metal-lon Gamma-Carboxyglutamic Acid Interactions. Journal of
Biological Chemistry, 1988. 263(3): p. 1358-1363.

Maynard, A.T., M.E. Eastman, T.A. Darden, D.W. Deerfield, R.G.
Hiskey, and L.G. Pedersen, The effect of Ca(ll) and Mg(ll) ions on
the 18-23 g-carboxyglutamic acid containing cyclic peptide loop of
prothrombin: an AMBER Molecular Mechanics Study. International
Journal of Peptide Protein Research, 1988. 31: p. 137-149.
Pedersen, L.G., T.A. Darden, D.W. Deerfield, M.W. Anderson, and
D.G. Hoel, A Theoretical-Study of the Effect of Methylation or
Ethylation at O-6 Guanine in the Structure and Energy of DNA
Double Strands. Carcinogenesis, 1988. 9(9): p. 1553-1562.

Pollock, J.S., A.J. Shepard, D.J. Weber, D.L. Olson, D.G. Klapper,
L.G. Pedersen, and R.G. Hiskey, Phospholipid Binding-Properties of
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89.

90.

91.

92.

93.

94.

95.

96.

97.

98.
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Bovine Prothrombin Peptide Residues 1-45. Journal of Biological
Chemistry, 1988. 263(28): p. 14216-14223.

Radzicha, A., L.G. Pedersen, and R. Wolfenden, Influences of
Solvent Water on Protein Folding: Free Energies of Solv. Cis and
Trans pept. are nearly identical. Biochemistry, 1988. 27: p. 4538-
4541.

Weber, D.J., J.S. Pollock, L.G. Pedersen, and R.G. Hiskey, The
Determination of a Calcium-Dependent Binding Constant of the
Bovine Prothrombin Gla Domain (Residues 1-45) to Phospholipid-
Vesicles. Biochemical and Biophysical Research Communications,
1988. 155(1): p. 230-235.

Zapata, G.A., P. Berkowitz, C.M. Noyes, J.S. Pollock, D.W. Deerfield,
L.G. Pedersen, and R.G. Hiskey, Chemical Modification of Bovine
Prothrombin Fragment-1 in the Presence of Tb-3+ lons - Sequence
Studies on 3-Gamma-Mglu-Fragment-1. Journal of Biological
Chemistry, 1988. 263(17): p. 8150-8156.

Block, P.A., K.W. Jucks, L.G. Pedersen, and R.E. Miller, The Linear
and T-Shaped Isomers of C2h2-Hcn - Vibrational Dynamics from
Infrared-Spectroscopy and Abinitio Theory. Chemical Physics, 1989.
139(1): p. 15-30.

Cornish, T.J., T. Baer, and L.G. Pedersen, The N- 3s Rydberg
Transition of Jet-Cooled Tetrahydropyran, 1,4-Dioxane, and 1,4-
Dioxane-D8 Studied by 2+1 Resonance-Enhanced Multiphoton
lonization. Journal of Physical Chemistry, 1989. 93(16): p. 6064-
6069.

Deerfield, D.W., H.B. Nicholas, R.G. Hiskey, and L.G. Pedersen, Salt
or lon Bridges in Biological-Systems - a Study Employing Quantum
and Molecular Mechanics. Proteins-Structure Function and Genetics,
1989. 6(2): p. 168-192.

Deerfield, D.W., M.A. Lapadat, L.L. Spremulli, R.G. Hiskey, and L.G.
Pedersen, The Role of Hydrated Divalent Metal-lons in the Bridging
of 2 Anionic Groups - an Abinitio Quantum Chemical and Molecular
Mechanics Study of Dimethyl-Phosphate and Formate Bridged by
Calcium and Magnesium-lons. Journal of Biomolecular Structure &
Dynamics, 1989. 6(6): p. 1077-1091.

Cabaniss, S.E., K.C. Pugh, P.S. Charifson, L.G. Pedersen, and R.G.
Hiskey, Synthesis and Characterization of 1,1,4,4-
Butanetetracarboxylic Acid - a Di-Gamma-Carboxyglutamic Acid
(Glagla) Analog. International Journal of Peptide and Protein
Research, 1990. 36(1): p. 79-85.

Cain, J.D., D.W. Deerfield, R.G. Hiskey, and L.G. Pedersen, Divalent
Metal-lon Mediated Interaction of Proteins with Negatively Charged
Membranes - a Model Study Employing Molecular Mechanics.
International Journal of Peptide and Protein Research, 1990. 35(2):
p. 111-116.

Charifson, P.S., R.G. Hiskey, and L.G. Pedersen, Construction and

Page 10 of 25



99.

100.

101.

102.

103.

104.

105.

106.

107.

108.

109.

110.

NIEHS CV

Molecular Modeling of Phospholipid Surfaces. Journal of
Computational Chemistry, 1990. 11(10): p. 1181-1186.

Dayton, D.C., L.G. Pedersen, and R.E. Miller, Infrared-Spectroscopy
and Abinitio Theory of the Structural Isomers of Co2-Hcn. Journal of
Chemical Physics, 1990. 93(7): p. 4560-4570.

Lapadat, M.A., D.W. Deerfield, L.G. Pedersen, and L.L. Spremulli,
Generation of Potential Structures for the G-Domain of Chloroplast
Ef-Tu Using Comparative Molecular Modeling. Proteins-Structure
Function and Genetics, 1990. 8(3): p. 237-250.

Bartolotti, L.J., L.G. Pedersen, and P.S. Charifson, Long-Range
Nonbonded Attractive Constants for Some Charged Atoms. Journal
of Computational Chemistry, 1991. 12(9): p. 1125-1128.

Cabaniss, S.E., K.C. Pugh, L.G. Pedersen, and R.G. Hiskey, Proton,
Calcium, and Magnesium Binding by Peptides Containing Gamma-
Carboxyglutamic Acid. International Journal of Peptide and Protein
Research, 1991. 37(1): p. 33-38.

Charifson, P.S., R.G. Hiskey, L.G. Pedersen, and L.F. Kuyper, Free-
Energy Calculations on Calcium and Magnesium Complexes -
Protein and Phospholipid Model Systems. Journal of Computational
Chemistry, 1991. 12(7): p. 899-908.

Charifson, P.S., T. A. Darden, A. Tulinsky, J.L. Hughey, R.G. Hiskey,
and L.G. Pedersen, Solution Conformations of the Gamma-
Carboxyglutamic Acid Domain of Bovine Prothrombin Fragment-1,
Residues 1-65. Proceedings of the National Academy of Sciences of
the United States of America, 1991. 88(2): p. 424-428.

Deerfield, D.W., D.J. Fox, M. Headgordon, R.G. Hiskey, and L.G.
Pedersen, Interaction of Calcium and Magnesium-lons with Malonate
and the Role of the Waters of Hydration - a Quantum-Mechanical
Study. Journal of the American Chemical Society, 1991. 113(6): p.
1892-18909.

Foley, C.K., L.G. Pedersen, T.A. Darden, B.W. Glickman, and M.W.
Anderson, Theoretical and Experimental Measures of DNA Helix
Stability and Their Relation to Sequence Specific Repair of O6-
Ethylguanine Lesions. Mutation Research, 1991. 255(1): p. 89-93.
Hamaguchi, N., P.S. Charifson, L.G. Pedersen, G.D. Brayer, K.J.
Smith, and D.W. Stafford, Expression and Characterization of Human
Factor-Ix - Factor-Ixthr-397 and Factor-Ixval-397. Journal of
Biological Chemistry, 1991. 266(23): p. 15213-15220.

Huh, N.W., P. Berkowitz, R.G. Hiskey, and L.G. Pedersen,
Determination of Strontium Binding to Macromolecules. Analytical
Biochemistry, 1991. 198(2): p. 391-393.

Monroe, D., D.D. II, D. Olson, T. Stewart, R. Treanor, H. Roberts,
R.G. Hiskey, and L.G. Pedersen, Calcium lon Binding to Human &
Bovine Factor X. Blood Coagulation and Fibrinolysis, 1991. 1: p. 633-
640.

Powers, T.A., L.G. Pedersen, and S.A. Evans, O-17 Nmr-Studies of

Page 11 of 25



111.

112.

113.

114.

115.

116.

117.

118.

119.

120.

121.

NIEHS CV

Heterocyclic Sulfones and Trans-2-(Alkylsulfonyl)Cyclohexanols
Utilizing the Lanthanide Shift-Reagent, Eu(Fod)3. Phosphorus Sulfur
and Silicon and the Related Elements, 1991. 58(1-4): p. 499-504.
Balbes, L.M., L.G. Pedersen, and R.G. Hiskey, Predicted Secondary
Structure of Bovine Prothrombin Fragment-1 and Related Proteins in
Different Environments by Circular-Dichroism Spectroscopy.
International Journal of Peptide and Protein Research, 1992. 40(2):
p. 127-133.

Berkowitz, P., N.W. Huh, K.E. Brostrom, M.G. Panek, D.J. Weber, A.
Tulinsky, L.G. Pedersen, and R.G. Hiskey, A Metal lon-Binding Site
in the Kringle Region of Bovine Prothrombin Fragment-1. Journal of
Biological Chemistry, 1992. 267(7): p. 4570-4576.

Bursey, M.M. and L.G. Pedersen, The Barrier to Proton-Transfer
from Multiply Protonated Molecules - a Quantum-Mechanical
Approach. Organic Mass Spectrometry, 1992. 27(9): p. 974-975.
Dayton, D.C., L.G. Pedersen, and R.E. Miller, Structural
Determinations for 2 Isomeric Forms of N2o-Hcn. Journal of Physical
Chemistry, 1992. 96(3): p. 1087-1095.

Foley, C.K., L.G. Pedersen, P.S. Charifson, T.A. Darden, A.
Wittinghofer, E.F. Pai, and M.W. Anderson, Simulation of the Solution
Structure of the H-Ras P21-Gtp Complex. Biochemistry, 1992.
31(21): p. 4951-4959.

Hamaguchi, N., P. Charifson, T.A. Darden, L. Xiao, K.
Padmanabhan, A. Tulinsky, R.G. Hiskey, and L.G. Pedersen,
Molecular Dynamics Simulation of Bovine Prothrombin Fragment 1 in
the Presence of Calcium lons. Biochemistry, 1992. 31: p. 8840-8848.
Weber, D.J., P. Berkowitz, M.G. Panek, N.W. Huh, L.G. Pedersen,
and R.G. Hiskey, Modifications of Bovine Prothrombin Fragment-1 in
the Presence and Absence of Ca(ll) lons - Loss of Positive
Cooperativity in Ca(ll) lon Binding for the Modified Proteins. Journal
of Biological Chemistry, 1992. 267(7): p. 4564-4569.

York, D.M., T. A. Darden, D. Deerfield, and L.G. Pedersen, The
Interaction of Na(l), Ca(ll), and Mg(ll) Metal-lons with Duplex DNA - a
Theoretical Modeling Study. International Journal of Quantum
Chemistry, 1992: p. 145-166.

Bemish, R.J., P.A. Block, L.G. Pedersen, W.T. Yang, and R.E. Miller,
The Ar-C2h2 Intermolecular Potential from High-Resolution
Spectroscopy and Ab-Initio Theory - a Case for Multicenter
Interactions. Journal of Chemical Physics, 1993. 99(11): p. 8585-
8598.

Block, P.A., L.G. Pedersen, and R.E. Miller, The Structure of Ar-C2h4
from High-Resolution Infrared-Spectroscopy and Abinitio Theory - the
Twofold Barrier to C2h4 Internal-Rotation. Journal of Chemical
Physics, 1993. 98(5): p. 3754-3762.

Darden, T. A. and L.G. Pedersen, Molecular Modeling - an
Experimental Tool. Environmental Health Perspectives, 1993. 101(5):

Page 12 of 25



122.

123.

124.

125.

126.

127.

128.

129.

130.

131.

132.

NIEHS CV

p. 410-412.

Iwasaki, M., T.A. Darden, L.G. Pedersen, D.G. Davis, R.O. Juvonen,
T. Sueyoshi, and M. Negishi, Engineering Mouse P450coh to a Novel
Corticosterone 15-Alpha-Hydroxylase and Modeling Steroid-Binding
Orientation in the Substrate Pocket. Journal of Biological Chemistry,
1993. 268(2): p. 759-762.

Shuey, S.W., D.W. Deerfield, J.C. Amburgey, S.E. Cabaniss, N.W.
Huh, P.S. Charifson, L.G. Pedersen, and R.G. Hiskey,
Cyclohexanediol Bisphosphates as Models for Phospholipid Metal-
lon Binding-Sites. Bioorganic Chemistry, 1993. 21(1): p. 95-108.
Singh, P. and L.G. Pedersen, Orthorhombic Form of Thiopurinol -
1,5-Dihydro-4h-Pyrazolo 3,4-D Pyrimidine-4-Thione. Acta
Crystallographica Section C-Crystal Structure Communications,
1993. 49: p. 1211-1215.

Darden, T.A., D.M. York and L.G. Pedersen, Particle Mesh Ewald:
An N.log (N) Method for Ewald Sums in Large Systems. J. Chem.
Phys. 1993. 98(12): p. 10089-10092.

York, D.M., T.A. Darden, and L.G. Pedersen, The Effect of Long-
Range Electrostatic Interactions in Simulations of Macromolecular
Crystals - a Comparison of the Ewald and Truncated List Methods.
Journal of Chemical Physics, 1993. 99(10): p. 8345-8348.

York, D.M., T.A. Darden, L.G. Pedersen, and M.W. Anderson,
Molecular Modeling Studies Suggest That Zinc lons Inhibit Hiv-1
Protease by Binding at Catalytic Aspartates. Environmental Health
Perspectives, 1993. 101(3): p. 246-250.

Amburgey, J.C., S.W. Shuey, L.G. Pedersen, and R.G. Hiskey,
Small-Molecule Analogs of Phospholipid Metal-lon Binding-Sites -
Synthesis and Molecular Modeling of Cyclohexane-1,2,4-Triol
Trisphosphates. Bioorganic Chemistry, 1994. 22(2): p. 172-197.
Amburgey, J.C., N.W. Huh, L.G. Pedersen, and R.G. Hiskey, Small-
Molecule Analogs of Phospholipid Metal-lon Binding-Sites -
Potentiometric and Spectroscopic Studies of Mg(ll) and Ca(ll)
Complexes of Cyclohexane-1,2,4-Triol Trisphosphates. Bioorganic
Chemistry, 1994. 22(2): p. 198-215.

Frech, M., T.A. Darden, L.G. Pedersen, C.K. Foley, P.S. Charifson,
M.W. Anderson, and A. Wittinghofer, Role of Glutamine-61 in the
Hydrolysis of Gtp by P21(H-Ras) - an Experimental and Theoretical-
Study. Biochemistry, 1994. 33(11): p. 3237-3244.

Iwasaki, M., T.A. Darden, C.E. Parker, K.B. Tomer, L.G. Pedersen,
and M. Negishi, Inherent Versatility of P-450 Oxygenase - Conferring
Dehydroepiandrosterone Hydroxylase-Activity to P-450 2a-4 by a
Single Amino-Acid Mutation at Position-117. Journal of Biological
Chemistry, 1994. 269(12): p. 9079-9083.

York, D.M., A. Wlodawer, L.G. Pedersen, and T.A. Darden, Atomic-
Level Accuracy in Simulations of Large Protein Crystals. Proceedings
of the National Academy of Sciences of the United States of America,

Page 13 of 25



133.

134.

135.

136.

137.

138.

139.

140.

141.

142.

143.

144.

NIEHS CV

1994. 91(18): p. 8715-8718.

York, D.M., L.J. Bartolotti, T.A. Darden, L.G. Pedersen, and M.W.
Anderson, Simulations of the Solution Structure of Hiv-1 Protease in
the Presence and Absence of Bound Zinc. Journal of Computational
Chemistry, 1994. 15(1): p. 61-71.

Bemish, R.J., P.A. Block, L.G. Pedersen, and R.E. Miller, The
Ethylene Carbon-Dioxide Complex - a Double Internal Rotor. Journal
of Chemical Physics, 1995. 103(18): p. 7788-7795.

Cabaniss, S., D.W. Deerfield, D.M. Monroe, R.G. Hiskey, and L.G.
Pedersen, Is Ca(ll) lon-Binding to Prothrombin Fragment-1
Intrinsically Cooperative, or Is the Cooperative Binding Accounted for
by Self-Association. Blood Coagulation & Fibrinolysis, 1995. 6(5): p.
464-473.

Deerfield, D.W. and L.G. Pedersen, An ab initio quantum mechanical
study of thioesters. Theochem-Journal of Molecular Structure, 1995.
358: p. 99-106.

Deerfield, D.W. and L.G. Pedersen, The First Solvation Shell of
Magnesium and Calcium-lons in a Model Nucleic-Acid Environment -
an Ab-Initio Study. Journal of Biomolecular Structure & Dynamics,
1995. 13(1): p. 167-180.

Deerfield, D.W., D.J. Fox, M. Headgordon, R.G. Hiskey, and L.G.
Pedersen, The First Solvation Shell of Magnesium-lon in a Model
Protein Environment with Formate, Water, and X-Nh3, HZ2s,
Imidazole, Formaldehyde, and Chloride as Ligands - an Ab-Initio
Study. Proteins-Structure Function and Genetics, 1995. 21(3): p.
244-255.

Essmann, U., L. Perera, M.L. Berkowitz, T. A. Darden, H. Lee, and
L.G. Pedersen, A Smooth Particle Mesh Ewald Method. Journal of
Chemical Physics, 1995. 103(19): p. 8577-8593.

Iwasaki, M., T.A. Darden, L.G. Pedersen, and M. Negishi, Altering
the Regiospecificity of Androstenedione Hydroxylase-Activity in
P450s-2a-4/5 by a Mutation of the Residue at Position-481.
Biochemistry, 1995. 34(15): p. 5054-5059.

Iwasaki, M., D.G. Davis, T.A. Darden, L.G. Pedersen, and M.
Negishi, Multiple Steroid-Binding Orientations - Alteration of
Regiospecificity of Dehydroepiandrosterone 2-Hydroxylase and 7-
Hydroxylase Activities of Cytochrome-P-450-2a-5 by Mutation of
Residue-209. Biochemical Journal, 1995. 306: p. 29-33.

Lee, H., T.A. Darden, and L.G. Pedersen, Molecular-Dynamics
Simulation Studies of a High-Resolution Z-DNA Crystal. Journal of
Chemical Physics, 1995. 102(9): p. 3830-3834.

Lee, H., T.A. Darden, and L.G. Pedersen, Accurate crystal molecular
dynamics simulations using particle-mesh- Ewald: RNA
dinucleotides--ApU and GpC. Chemical Physics Letters, 1995. 243:
p. 229-235.

Li, L., T.A. Darden, R.G. Hiskey, and L.G. Pedersen, Homology

Page 14 of 25



145.

146.

147.

148.

149.

150.

151.

152.

153.

154.

155.

156.

157.

NIEHS CV

modeling and molecular dynamics simulation of human prothrombin
fragment 1. Protein Science, 1995. 4: p. 2341-2348.

York, D.M., W.T. Yang, H. Lee, T. A. Darden, and L.G. Pedersen,
Toward the Accurate Modeling of DNA - the Importance of Long-
Range Electrostatics. Journal of the American Chemical Society,
1995. 117(17): p. 5001-5002.

Bartolotti, L., D. Kominos, and L.G. Pedersen, A Model of the Tertiary
Structure of the beta-Amyloid Peptide. Alzheimer's Research, 1996.
1: p. 189-194.

Bemish, R.J., W.M. Rhee, L.G. Pedersen, and R.E. Miller, The
Structure and intermolecular dynamics of the nitrous oxide-ethylene
complex: Experiment and ab initio theory. Journal of Chemical
Physics, 1996. 104(12): p. 4411-4418.

Bienstock, R., T.A. Darden, R. Wiseman, L.G. Pedersen, and J.
Barrett, Molecular Modeling of the Amino-terminal Zinc-Ring domain
of BRCA1. Cancer Research, 1996. 56: p. 2539-2545.

Darden, T. A., L. Bartolotti, and L.G. Pedersen, Selected new
developments in computational chemistry. Environmental Health
Perspectives, 1996. 104: p. 69-74.

Deerfield, D.W. and L.G. Pedersen, Enol and deprotonated forms of
acetic and malonic acid. Theochem-Journal of Molecular Structure,
1996. 368: p. 163-171.

Ibeanu, G.C., B.l. Ghanayem, P. Linko, L.P. Li, L.G. Pedersen, and
J.A. Goldstein, Identification of residues 99, 220, and 221 of human
cytochrome P450 2C19 as key determinants of omeprazole
hydroxylase activity. Journal of Biological Chemistry, 1996. 271(21):
p. 12496-12501.

Lee, H., T.A. Darden, and L.G. Pedersen, An ab initio quantum
mechanical model for the catalytic mechanism of HIV-1 protease.
Journal of the American Chemical Society, 1996. 118(16): p. 3946-
3950.

Li, L.P., T. A. Darden, R. Hiskey, and L.G. Pedersen, Computational
studies of human prothrombin fragment 1, the Gla domain of factor IX
and several biological interesting mutants. Haemostasis, 1996. 26: p.
54-59.

Li, L., R.G. Hiskey, T.A. Darden, and L.G. Pedersen, Homology
modeling and molecular dynamics simulations of human coagulation
factor ix and its G12A mutant. Journal of Physical Chemistry, 1996.
100: p. 2475-2479.

Li, L., T.A. Darden, D. Kominos, and L.G. Pedersen, Molecular
Dynamics Simulation of the Kunitz Domain of Amyloid beta-precursor
Protein in Solution, . Alzheimer's Research, 1996. 1: p. 185-190.
Negishi, M., T. Uno, T.A. Darden, T. A. Sueyoshi, and L.G.
Pedersen, Structural flexibility and functional versatility of mammalian
P450 enzymes. FASEB Journal, 1996. 10(7): p. 683-689.

Negishi, M., M. Iwasaki, R.O. Juvonen, T. Sueyoshi, T.A. Darden,

Page 15 of 25



158.

159.

160.

161.

162.

163.

164.

165.

166.

167.

168.

NIEHS CV

and L.G. Pedersen, Structural flexibility and functional versatility of
cytochrome P450 and rapid evolution. Mutation Research-
Fundamental and Molecular Mechanisms of Mutagenesis, 1996.
350(1): p. 43-50.

Negishi, M., T. Uno, P. Honkakoski, T.A. Darden, and L.G. Pedersen,
The Roles of Individual amino acids in Altering Substrate Specificity
of the P450 2a4/2a5 enzymes. Biochimie, 1996. 78: p. 685-694.
Singh, P., M. Zottola, S.Q. Huang, B.R. Shaw, and L.G. Pedersen, 2"-
deoxycytidine-N(3)-cyanoborane monohydrate. Acta
Crystallographica Section C-Crystal Structure Communications,
1996. 52: p. 693-696.

Wolberg, A.S., L.P. Li, W.F. Cheung, N. Hamaguchi, L.G. Pedersen,
and D.W. Stafford, Characterization of gamma-carboxyglutamic acid
residue 21 of human factor IX. Biochemistry, 1996. 35(32): p. 10321-
10327.

Darden, T. A., A. Toukmaji, and L.G. Pedersen, Long-range
electrostatic effects in biomolecular simulations. Journal De Chimie
Physique Et De Physico-Chimie Biologique, 1997. 94(7-8): p. 1346-
1364.

Deerfield, D.W. and L.G. Pedersen, Structure and relative acidity for
a model zinc finger. Theochem-Journal of Molecular Structure, 1997.
419: p. 221-226.

Kakuta, Y., L.G. Pedersen, C.W. Carter, M. Negishi, and L.C.
Pedersen, Crystal structure of estrogen sulphotransferase. Nature
Structural Biology, 1997. 4(11): p. 904-908.

King, A.D., N.W. Huh, L.G. Pedersen, and R.G. Hiskey, Studies on
the peptide corresponding to residues 34-47 of bovine factor X.
Journal of Peptide Research, 1997. 50(1): p. 34-38.

Li, L.P., T.A. Darden, S.J. Freedman, B.C. Furie, B. Furie, J.D.
Baleja, H. Smith, R.G. Hiskey, and L.G. Pedersen, Refinement of the
NMR solution structure of the gamma-carboxyglutamic acid domain
of coagulation factor IX using molecular dynamics simulation with
initial Ca2+ positions determined by a genetic algorithm.
Biochemistry, 1997. 36(8): p. 2132-2138.

Miller, R.E. and L.G. Pedersen, The structure of nitrous oxide
tetramer from near infrared laser spectroscopy. Chemical Physics
Letters, 1997. 275: p. 307-313.

Perera, L., L.P. Li, T. A. Darden, D.M. Monroe, and L.G. Pedersen,
Prediction of solution structures of the Ca2+-bound gamma-
carboxyglutamic acid domains of protein S and homolog growth
arrest specific protein 6: Use of the particle mesh Ewald method.
Biophysical Journal, 1997. 73(4): p. 1847-1856.

Rigby, A.C., J.D. Baleja, L.P. Li, L.G. Pedersen, B.C. Furie, and B.
Furie, Role of gamma-carboxyglutamic acid in the calcium-induced
structural transition of conantokin G, a conotoxin from the marine
snail Conus geographus. Biochemistry, 1997. 36(50): p. 15677-

Page 16 of 25



169.

170.

171.

172.

173.

174.

175.

176.

177.

178.

179.

180.

NIEHS CV

15684.

Uno, T., E. Mitchell, K. Aida, M.H. Lambert, T.A. Darden, L.G.
Pedersen, and M. Negishi, Reciprocal size - Effect relationship of the
key residues in determining regio- and stereospecificities of DHEA
hydroxylase activity in P450 2a5. Biochemistry, 1997. 36(11): p.
3193-3198.

Chen, Z.G., T. Blandl, M. Prorok, S.E. Warder, L.P. Li, Y. Zhu, L.G.
Pedersen, F. Ni, and F.J. Castellino, Conformational changes in
conantokin-G induced upon binding of calcium and magnesium as
revealed by NMR structural analysis. Journal of Biological Chemistry,
1998. 273(26): p. 16248-16258.

Darden, T. A., D. Pearlman, and L.G. Pedersen, lonic charging free
energies: Spherical versus periodic boundary conditions. Journal of
Chemical Physics, 1998. 109(24): p. 10921-10935.

Kakuta, Y., L.G. Pedersen, L.C. Pedersen, and M. Niegishi,
Conserved structural motifs in the sulfotransferase family. Trends in
Biochemical Sciences, 1998. 23(4): p. 129-130.

Klose, T.S., G.C. Ibeanu, B.l. Ghanayem, L.G. Pedersen, L.P. Li,
S.D. Hall, and J.A. Goldstein, Identification of residues 286 and 289
as critical for conferring substrate specificity of human CYP2C9 for
diclofenac and ibuprofen. Archives of Biochemistry and Biophysics,
1998. 357(2): p. 240-248.

Miller, R. and L.G. Pedersen, The infrared spectrum and structure of
the nitrous oxide trimer. Chemical Physics, 1998. 108: p. 436-443.
Perera, L., T.A. Darden, and L.G. Pedersen, Trans-Cis Isomerization
of Proline 22 in Bovine Prothrombin Fragment 1: A Surprising result
of Structural Characterization. Biochemistry, 1998. 37: p. 10920-
10927.

Shih, P., L.G. Pedersen, P.R. Gibbs, and R. Wolfenden,
Hydrophobicities of the nucleic acid bases: Distribution coefficients
from water to cyclohexane. Journal of Molecular Biology, 1998.
280(3): p. 421-430.

Sueyoshi, T., Y. Kakuta, L.C. Pedersen, F.E. Wall, L.G. Pedersen,
and M. Negishi, A role of Lys(614) in the sulfotransferase activity of
human heparan sulfate N-deacetylase/N-sulfotransferase. FEBS
Letters, 1998. 433(3): p. 211-214.

Warder, S.E., M. Prorok, Z.G. Chen, L.P. Li, Y. Zhu, L.G. Pedersen,
F. Ni, and F.J. Castellino, The roles of individual gamma-
carboxyglutamate residues in the solution structure and cation-
dependent properties of conantokin-T. Journal of Biological
Chemistry, 1998. 273(13): p. 7512-7522.

Bartolotti, L., Y. Kakuta, L.C. Pedersen, M. Negishi, and L.G.
Pedersen, A quantum mechanical study of the transfer of biological
phosphate. Theochem-Journal of Molecular Structure, 1999. 462: p.
105-111.

Darden, T. A., L. Perera, L. Li, and L.G. Pedersen, New Tricks from

Page 17 of 25



181.

182.

183.

184.

185.

186.

187.

188.

189.

190.

191.

192.

NIEHS CV

the crystalographic toolkit: the particle mesh Ewald algorithm and its
use in DNA simulations. Structure, 1999. 7: p. R55-60.

Dingemans, T.J., A. Bacher, M. Thelakkat, L.G. Pedersen, E.T.
Samulski, and H.W. Schmidt, Spectral tuning of light emitting diodes
with phenyl-thiophenes. Synthetic Metals, 1999. 105(3): p. 171-177.
Li, L.P., T.A. Darden, L. Bartolotti, D. Kominos, and L.G. Pedersen,
An atomic model for the pleated beta-sheet structure of A beta
amyloid protofilaments. Biophysical Journal, 1999. 76(6): p. 2871-
2878.

Perera, L., T.A. Darden, and L.G. Pedersen, Probing the structural
changes in the light chain of human coagulation factor Vlla due to
tissue factor association. Biophysical Journal, 1999. 77(1): p. 99-113.
Bevan, D.R,, L.P. Li, L.G. Pedersen, and T.A. Darden, Molecular
dynamics simulations of the d(CCAACGTTGG)(2) decamer:
Influence of the crystal environment. Biophysical Journal, 2000.
78(2): p. 668-682.

Gorokhov, A., L. Perera, T.A. Darden, M. Negishi, L.C. Pedersen,
and L.G. Pedersen, Heparan sulfate biosynthesis: A theoretical study
of the initial sulfation step by N-deacetylase/N-sulfotransferase.
Biophysical Journal, 2000. 79(6): p. 2909-2917.

Li, L.P., L.G. Pedersen, W.A. Beard, K. Bebenek, S.H. Wilson, T.A.
Kunkel, and T.A. Darden, A molecular dynamics model of HIV-1
reverse transcriptase complexed with DNA: Comparison with
experimental structures. Journal of Molecular Modeling, 2000. 6(10-
11): p. 575-586.

Mercero, J.M., P. Barrett, C.W. Lam, J.E. Fowler, J.M. Ugalde, and
L.G. Pedersen, Quantum mechanical calculations on phosphate
hydrolysis reactions. Journal of Computational Chemistry, 2000.
21(1): p. 43-51.

Perera, L., C. Foley, T.A. Darden, D. Stafford, T. Mather, C.T.
Esmon, and L.G. Pedersen, Modeling zymogen protein C.
Biophysical Journal, 2000. 79(6): p. 2925-2943.

Tiraboschi, G., N. Gresh, C. Giessner-Prettre, L.G. Pedersen, and
D.W. Deerfield, Parallel ab initio and molecular mechanics
investigation of polycoordinated Zn(ll) complexes with model hard
and soft ligands: Variations of binding energy and of its components
with number and charges of ligands. Journal of Computational
Chemistry, 2000. 21(12): p. 1011-10389.

Bartolotti, L., L.G. Pedersen, and T.J. Meyer, The Photosystem Il
model [(bpy)2(H20)Rulll-O-Rulll(H20)(bpy)2]+4: A theoretical study.
International Journal of Quantum Chemistry, 2001. 83: p. 143-149.
Deerfield, D.W., C.W. Carter, and L.G. Pedersen, Models for protein-
zinc ion binding sites. Il. The catalytic sites. International Journal of
Quantum Chemistry, 2001. 83(3-4): p. 150-165.

Jin, J., L. Perera, D. Stafford, and L.G. Pedersen, Four loops of the
catalytic domain of Factor VII. Journal of Molecular Biology, 2001.

Page 18 of 25



193.

194.

195.

196.

197.

198.

199.

200.

201.

202.

203.

NIEHS CV

307: p. 1503-1517.

Li, L.P., C.R. Weinberg, T.A. Darden, and L.G. Pedersen, Gene
selection for sample classification based on gene expression data:
study of sensitivity to choice of parameters of the GA/KNN method.
Bioinformatics, 2001. 17(12): p. 1131-1142.

Li, L.P., T.A. Darden, C.R. Weinberg, A.J. Levine, and L.G.
Pedersen, Gene assessment and sample classification for gene
expression data using a genetic algorithm/k-nearest neighbor
method. Combinatorial Chemistry & High Throughput Screening,
2001. 4(8): p. 727-739.

Negishi, M., L.G. Pedersen, E. Petrotchenko, S. Shevtsov, A.
Gorokhov, Y. Kakuta, and L.C. Pedersen, Structure and function of
Sulfotransferases. Archives of Biochemistry and Biophysics, 2001.
390(2): p. 149-157.

Perera, L., T.A. Darden, and L.G. Pedersen, Modeling human
zymogen factor IX. Thrombosis and Haemostasis, 2001. 85(4): p.
596-603.

Perera, L., T.A. Darden, and L.G. Pedersen, Predicted solution
structure of zymogen human coagulation FVII. Journal of
Computational Chemistry, 2002. 23(1): p. 35-47.

Singh, P., L.A. Jones, C.K. Foley, P.S. White, and L.G. Pedersen,
Structural aspects of phencyclidines: crystal structure and quantum
mechanical calculations for 1- 1-(2-thienyl)cyclohexyl! piperidine and
its hydrochloride. Journal of Molecular Structure, 2002. 608(1): p. 55-
62.

Venkateswarlu, D., S. Krishnaswamy, T.A. Darden, and L.G.
Pedersen, Three-dimensional solution structure of Tropidechis
carinatus venom extract trocarin: a structural homologue of Xa and
prothrombin activator. Journal of Molecular Modeling, 2002. 8(10): p.
302-313.

Venkateswarlu, D., L. Perera, T. A. Darden, and L.G. Pedersen,
Structure and dynamics of zymogen human blood coagulation factor
X. Biophysical Journal, 2002. 82(3): p. 1190-1206.

Gorokhov, A., M. Negishi, E.F. Johnson, L.C. Pedersen, L. Perera,
T.A. Darden, and L.G. Pedersen, Explicit water near the catalytic |
helix Thr in the predicted solution structure of CYP2A4. Biophysical
Journal, 2003. 84(1): p. 57-68.

Kakuta, Y., L. Li, L.C. Pedersen, L.G. Pedersen, and M. Negishi,
Heparan sulphate N-sulphotransferase activity: reaction mechanism
and substrate recognition. Biochemical Society Transactions, 2003.
31: p. 331-334.

Negishi, M., J. Dong, T.A. Darden, L.G. Pedersen, and L.C.
Pedersen, Glucosaminylglycan biosynthesis: what we can learn from
the X-ray crystal structures of glycosyltransferases GIcCAT1 and
EXTL2. Biochemical and Biophysical Research Communications,
2003. 303(2): p. 393-398.

Page 19 of 25



204.

205.

206.

207.

208.

209.

210.

211.

212.

213.

214.

215.

216.

NIEHS CV

Pedersen, L.C., J. Dong, F. Taniguchi, H. Kitagawa, J.M. Krahn, L.G.
Pedersen, K. Sugahara, and M. Negishi, Crystal structure of an alpha
1,4-N-acetylhexosaminyltransferase (EXTLZ2), a member of the
exostosin gene family involved in heparan sulfate biosynthesis.
Journal of Biological Chemistry, 2003. 278(16): p. 14420-14428.
Venkateswarlu, D., R. E. Duke, L. Perera, T. Darden and L. G.
Pedersen An all atom solution-equilibrated model for human
extrinsic blood coagulation complex (sTF-Vlla-Xa): a protein-protein
docking and molecular dynamics refinement study, Journal of
Thrombosis and Haemostasis 2003 1:2577-2588

Sagui, C., L.G. Pedersen, and T.A. Darden, Towards an Accurate
representation of electrostatics in classical force fields: Efficient
implementation of multipolar interactions in biomolecular simulations,
J. Chem. Phys. 2004. 120:73-87

Perera L., T. A. Darden, R. E. Duke, D. Venkateswarlu and L. G.
Pedersen. Early unfolding response of a stable protein domain to
environmental changes, J. Phys. Chem. 2004. 108:9834-9840
Perera, L. and L. G. Pedersen. A reconsideration of the evidence for
structural reorganization in FVII zymogen. J. Thomb. Haem. 2005
3:1543-5

Pedersen, L.G., L. Bartolotti , L. Li. Deuterium and the machinery of
evolution. J. Theor. Biol. 2006 238:914-918

Deerfield,D.W.II, C. H. Davis, D. W. Stafford, T.Wymore and L. G.
Pedersen A quantum Chemical study of the action of Vitamin K
epoxide reductase. Inter. J. Quantum Chem 2006 106:2944-52

Lin, P., W. T. Wang, L. C. Pedersen, M. Negishi and L. G.Pedersen
Searching for the minimum energy path in the sulfuryl transfer
reaction catalyzed by human estrogen sulfotransferase: the role of
enzyme dynamics. Inter. J. Quantum. Chem. 2006 106:2981-98.
Lin, P., L. C.Pedersen, V. K. Batra, W. A Beard, S. H. Wilson and, L.
G. Pedersen . Energy Analysis of chemistry for correct insertion by
DNA polymerase beta. Proc. Nat. Acad. Sci. 2006. 103:13294-99.
Piquemal,J-P, L. Perera, G.A. Cisneros ., L. Pedersen and T. A.
Darden, Towards accurate solvation dynamics of divalent cations in
water using polarizable Amoeba force field: from energy to structure.
J. Chem. Phys. 2006 125: 054511

Colina, C., D. Venkateswarlu, L. Perera and L. G.Pedersen, What
causes the enhancement of activity of factor Vlla by tissue factor J.
Thromb. Haem. 2006 4:2726-2729

Hoffman, M, C. Colina,A. McDonald, G.Arepally,L. G. Pedersen and
M. Monroe. Tissue factor around dermal vessels has bound factor VII
in the absence of injury. J. Thrombosis and Haemostasis 2007
5:1403-1408.

Davis, C.H., D. Deerfield, D. W. Stafford and L. G.Pedersen A
Quantum Chemical study of the mechanism of action of Vitamin K
Carboxylase (VKC). IV. Intermediates and Transition States. J.

Page 20 of 25



217.

218.

219.

220.

221.

222.

223.

224.

225.

226.

227.

228.

229.

NIEHS CV

Phys. Chem. A. 2007. 111:7527-7261.

Davis C. H., D. Deerfield, T. Wymore, D.Stafford, L. Pedersen A
quantum chemical study of the mechanism of Vitamin K epoxide
reductase (VKOR). II. Transition States. J. Molecular Graphics and
Modelling 2007 26:401-408

Davis C. H., D. Deerfield, T. Wymore, D. W. Stafford and L. G.
Pedersen. A quantum chemical study of the mechanism of action of
Vitamin K carboxylase (VKC) lll. Intermediates and transition states.
J. Molecular Graphics and Modelling 2007. 26:409-414
Lee C.J., V. Chandrasekaran, R. E. Duke, L. Perera and L. G.
Pedersen. A proposed model of human Protein Z (PZ) J.
Thrombosis and Haemostasis 2007 5:1558-61
Liu, S.B., L. Perera and L.G.Pedersen, Binuclear manganese (Il)
complexes in biological systems. Mol. Phys. 2007. 105:2893-2898.
Lee CJ, P. Lin, V. Chadrasekaran, R. E.Duke, L. Perera, S. Everse,
L. G. Pedersen Proposed structural models for human factor Va and
prothrombinase. J. Thrombosis and Haemostasis 2008 6:83-89
Lin, P., V. K. Batra, L. C. Pedersen, W. A. Beard, S. H. Wilson and
Lee G. Pedersen. Incorrect nucleotide insertion at the active site of a
G:A mismatch catalyzed by DNA polymerase beta. Proc. Nat. Acad.
Sci. 2008 105:5670-5674
Chandrasekaran, V., C. J. Lee, P. Lin, R. E. Duke and L. G.
Pedersen. Computational Study of the putative active form of Protein
Z (PZa): Sequence, design and structural modeling. Protein Science
2008 17:17:1354-1361
Cisneros, G. A, L. Perera, M. Garcia-Diaz, K. Bebenek, T. A. Kunkel
and L. G. Pedersen. Catalytic mechanism of human DNA polymerase
lambda with Mg(ll) and Mn(ll) from ab initio QUW/MM studies. DNA
Repair 2008 7:1824-1834
Liu, S., N. Govind, L. G. Pedersen Exploring the origin of the internal
rotation barrier for molecules with one rotatable dihedral angle. 2008
J. Chem. Phys. 129:094104
Cisneros, GA, Perera L, Schaaper RM, Pedersen LC, London RE,
Pedersen LG, Darden TA. Reaction mechanism of the epsilon
subunit of E-Coli DNA polymerase llI: Insights into active site metal
coordination and catalytically significant residues. J. Am. Chem. Soc.
2009 131:1550-1556
Liu SB, Pedersen LG. Estimation of molecular acidity via
electrostatic potential at the nucleus and valence natural atomic
orbitals. J. Physical Chem. A 2009 113:3648-3655.

Wu SW, Lee CJ, Pedersen LG. Conformational change path

between closed and open forms of C2 domain of coagulation factor V
on a two-dimensional free energy surface. Phys. Rev. E. 2009
79:041909
Chandrasekaran V, Lee CJ, Lin P, Duke RE, Pedersen LG. A
computational modeling and molecular dynamics study of the

Page 21 of 25



230.

231.

232.

233.

234.

235.

236.

237.

238.

239.

240.

241.

NIEHS CV

Michaelis complex of human protein Z-dependent protease inhibitor
(ZPl) and factor Xa (FXa). J. Mol. Model. 2009 15:897-911

Liu SB, Schauer CK and Pedersen LG. Molecular acidity: A
qualitative conceptual density functional description. J. Chem. Phys.
2009 131:164107

Mutoh S, Osabe M, Inoue K, Moore R., Pedersen L, Perera L,
Rebolloso Y, Sueyoshi T, Negishi M. Dephosphorylation of T38 is
required for nuclear translocation and activation of human xenobiotic
receptor CAR (NR113). J. Biol. Chem. 2009 284:34785-34792
Elking DM, Cisneros G, Piquemal JP, Darden TA, Pedersen LG.
Gaussian Multipole Model (GMM). J. Chem. Theory and Comp.
2010 6:190-202.

Lee CJ, Chandrasekaran V, Wu SW, Duke RE, Pedersen LG.
Recent estimates of the structure of the factor Vlla/tissue factor
(TF)/factor Xa (FXa) ternary complex. 2010 Thromb. Res. 125:S7-
S10.

deCourcy D, Pedersen LG, Parisel O, Gresh N, Silvi B, Pilme J,
Piquemal JP. Understanding selectivity of hard and soft metal
cations with biological systems using the subvalence concept. 1.
Application of blood coagulation: Direct Cation-Protein electronics
effects versus indirect interactions through water networks. J. Chem.
Theory and Comp. 2010 6:1048-1063.

Lee CJ, Wu SW, Eun CS, Pedersen LG. A revisit to the one form
model of prothrombinase. Biophys. Chem. 2010 149:28-33.

Zurita A, Zhang YH, Pedersen L, Darden T, Birnbaumer L. Obligatory
role in GTP hydrolysis for the amide carbonyl oxygen of the Mg2+-
coordinating Thr of regulatory GTPases. Proc. Nat. Acad. Sci. 2010
107:9596-9601

Elking DM, Perera L, Duke R, Darden T, Pedersen LG. Atomic forces
for geometry-dependent point multipole and Gaussian multipole
models. J. Comp. Chem. 2010 31:2702-2713.

Wu SW, Liu SB, Davis CH, Stafford DW, Pedersen LG. Quantum
Chemical Study of the Mechanism of Action of Vitamin K
Carboxylase in Solvent. Inter. J. Quantum Chem. 2010 110:2744-
2751.

Schorzman AN, Perera L, Cutalo-Patterson JM, Pedersen LC,
Pedersen LG, Kunkel TA, Tomer KB. Modeling of the DNA-binding
site of yeast Pms1 by mass spectrometry. DNA Repair 2011 10:454-
465.

Wu SW, Liu SB, Davis CH, Stafford DW, Kulman JD, Pedersen LG.
A hetero-dimer model for concerted action of vitamin K carboxylase
and vitamin K reductase in the Vitamin K cycle. J. Theor. Biol. 2011
279:143-149.

Cavanaugh NA, Beard WA, Batra VK, Perera L, Pedersen LG,
Wilson SH. Molecular insights into DNA Polymerase Deterrents for
Ribonucleotide insertion. J. Biol. Chem. 2011 286:31650-31660.

Page 22 of 25



242.

243.

244,

245.

246.

247.

248.

249.

250.

251.

252.

253.

254.

255.

256.

NIEHS CV

Lee CJ, Wu SW, Pedersen LG. A proposed ternary complex of
prothrombinase with prothrombin. J. Thromb. Haem. 2011 9:2123-
2126.

Elking DM, Perera L, Duke R, Darden TA, Pedersen LG. A Finite
field method for computing molecular polarizability tensors for
arbitrary molecular rank. J. Comp. Chem. 2011 32:3283-3295.

Lee CJ, Wu SW, Pedersen LG. A revisit to the one-form kinetic
model of prothrombinase: A comment on the rebuttal. Biophys.
Chem. 2012 160:77-78.

Elking DM, Perera L, Pedersen LG. HPAM:Hirshfeld partitioned
atomic multipoles. Comp. Phys. Comm. 2012 183:390-397.

Wu SW, Liu SB, Sim SY, Pedersen LG. Weak antiferromagnetic
coupling via a Superexchange interaction between Mn(ll)-Mn(ll) ions.
J. Phys. Chem Lett. 2012 3:2293-2297

Lee CJ, Wu SW, Bartolotti LJ, Pedersen LG. Molecular dynamics of
the binary complex of human tissue factor (TF1-142) and factor
Vlla(TF1-142/FVlla) on a 4:1 POPC/POPS lipid bilayer. J. Thromb.
Haemost. 10:2402-5 (2012).

Mutoh, S, Sobhany M, Moore R, Perera L, Pedersen L, Sueyoshi T,
Negishi M. Phenobarbital indirectly activates the constitutive active
androstane receptor (CAR) by inhibition of Epidermal Growth Factor
Receptor Signaling. Science Signaling, 6:1-7 2013.

Batra VK, Perera L, Lin P, Shock DD, Beard WA, Pedersen LC,
Pedersen LG, Wilson SH. Amino acid substitution in the active site
of DNA polymerase beta explains the energy barrier of the
nucleotidyl transfer. . Am. Chem. Soc. 13:8078-8088 (2013)

Wu S, Tie J-K, Stafford DW, Pedersen LG, Membrane topology for
human and Vitamin K epoxide reductase. J. Thromb. Haemost.
12:112-4 (2014)

Wu S, Beard WA, Pedersen LG, Wilson SH. Structural Comparison
of DNA Polymerase Architecture suggests a nucleotide gateway to
the polymerase active site. Chem. Revs. 114:2759-2774 (2014)
Wu S, Lee CJ, Pedersen LG, Analysis of long-range residue-residue
communication using molecular dynamics. Proteins, Structure,
Function and Bioinformatics. 82:2896-2901 (2014)

Shim JY, Lee CJ, Wu S and Pedersen LG. A model for the unique
role of factor Va A2 domain extension in the human ternary thrombin-
generating complex. Biophy. Chem. 199:46-50(2015)

Perera L, Freudenthal B, Beard W, Shock D, Pedersen LG, Wilson
SH. Requirement for transient metal ions revealed through
computational analysis for DNA Polymerase going in reverse. Proc.
Nat. Acad. Sci. 112:E5228-36 (2015).

Perera L, Beard WA, Pedersen LG, Wilson SH. Hiding in plain sight:
the bimetallic covalent bond in enzyme active sites. Inorg. Chem.
56:313-320 (2017).

Perera L, Freudenthal BD, Beard WA, Pedersen LG, Wilson SH.

Page 23 of 25



257.

258.

259.

260.

261.

262.

263.

264.

265.

266.

267.

NIEHS CV

Revealing the role of the product metal in DNA polymerase beta
catalysis. Nucleic Acids Res. doi: 10.1093/nar/gkw1363 (2017)

Invited Papers, Book Chapters, Conference Proceedings, Monographs

Johnson, C.S. and L.G. Pedersen, Problems in quantum chemistry
and physics. 1974: Addison-Wesley.

Marsh, H.C., N.T. Boggs, Ill, P. Robertson, M.M. Sarasua, M.E.
Scott, P.B.W.T. Kortenaar, J.A. Helpern, K. Koehler, R.G. Hiskey,
and L.G. Pedersen, International Workshop on Regulation of
Coagulation, -- Chemistry of peptides containing _-carboxyglutamic
acid residues, F. Taylor and K.G. Mann, Editors. 1979, Elsevier North
Holland. P137-149

Marsh, H.C., M. Sarasua, D. Madar, N.T. Boggs, Ill, and L.G.
Pedersen. Conformational transitions of gcarboxyglutamic aciad-
containing peptides. in American Peptide Symposium. 1981.
Pedersen, L.G. and T.L. Isenhour, Passing freshman chemistry:
prerequisite skills and concepts. 1981: Harcourt Brace Jovanovich.
Johnson, C.S. and L.G. Pedersen, Problems in quantum chemistry
and physics [Reprinted/Corrected from 1974 Addison-Wesley
Editions as a Dover Classic]. 1986: Dover Press.

Pollock, J., G. Zapata, D.J. Weber, P. Berkowitz, D.W. Deerfield, D.L.
Olson, K.A. Koehler, L.G. Pedersen, and R.G. Hiskey. Studies on the
metal ion-binding of the bovine prothrombin Gla domain to
phospholipid vesicles. in Current Advances in Vitamin K Research,
Proceedings of the Seventeenth Steenbock Symposium. 1988:
Elsevier, Amsterdam.

Foley, C.K., L.G. Pedersen, T.A. Darden, and M.W. Anderson.
Molecular Mechanics studies of sequence-spec. repair of DNA
alkylated by EMS in the lac | Gene of Escherichia Coli. in
International J. Quantum Chem., Quantum Biol. Symp. 1989.

Altieri, A.S., M.E. Perlman, K.C. Pugh, R.E. London, R.G. Hiskey,
and L.G. Pedersen. Structural Studies of a Gla-Domain Peptide of
Prothrombin Fragment 1. in Proceedings of the 12th American
Peptide Symposium. 1992: ESCOM:Leiden, Neth. p285-286

Foley, C.D., L.G. Pedersen, T.A.Darden, P.S. Charifson, A.
Wittinghofer, and M.W. Anderson, Molecular Dynamics Studies of H-
ras p21-GTP, Chapter 16, in GTPases in Biology, B. Dickey and L.
Birnbaumer, Editors. 1993, Springer-Verlag, Berlin .

Negishi, M., M. Iwasaki, T. Sueyoshi, T.A. Darden, and L.G.
Pedersen. Molecular Engineering steroid hydroxylase activity of
mammalian P450s. in Cytochrome P450. 8th International Conf.
1994: Eurotext, Paris.

Zottola, M.A., L.G. Pedersen, P. Singh, and B. Ramsayshaw,
Borohydrides as Novel Hydrogen-Bond Accepters, in Modeling the

Page 24 of 25



268.

269.

270.

271.

272.

273.

274.

NIEHS CV

Hydrogen Bond. 1994, AMER CHEMICAL SOC: Washington. p. 277-
285.

York, D.M., T.A. Darden, and L.G. Pedersen, The Effect of
Hydrostatic Pressure on Protein Crystals Investigated by Molecular
Simulation, in Modeling of Biomolecular Structures and Mechanisms,
A.P.e. al., Editor. 1995, Kluwer Acad. Pub., Netherlands. p. 203-215.
Bartolotti, L. and L.G. Pedersen, Metals in Molecular Mechanics
Force Field and Simulations, in Practical Application of Computer-
Aided Drug Design, C. Charifson, Editor. 1997, Marcel Dekker, Inc.,
NY. p. 471-493.

Li, L., L.G. Pedersen, T.A. Darden, and Weinberg.D.R.,
Computational analysis of microarray expression data using the
GA/KNN method, in Methods of Microarray Data Analysis, S.M. Lin
and K.F. Johnson, Editors. 2001, Kluwer Academic Publishers,
Boston. p. 81-95.

Li, L., L. G Pedersen, T. A.Darden and C. R. Weinberg, “Class
Prediction and Discovery based on Gene Expression Data”, 2000,
Atlantic Symposium on Computational Biology, Genome Information
Systems & Technology (http:.//www. ee.duke.edu/CBGl/), Duke
University, NC.

Sagui, C, C. Roland, L.G. Pedersen, and T.A. Darden, New
distributed multipole methods for accurate electrostatics in large-
scale biomolecular simulations, in New Algorithms for
Macromolecular Simulations, edited by B. Leimkuhler, C. Chipot, R.
Elber, A. Laaksonen, A. Mark, T. Schlick, C. Schuette, and R. Skeel,
Lecture Notes in Computational Science and Engineering , Springer
Verlag (Berlin 2005).

Wu SW, Lee CJ, Pedersen LG. Free energy correction to rigid body
docking: application to the Colicin E7 and Im7 complex. Lecture
Notes in Computer Science, G. Allen et al. (Eds): ICSS 2009, Part I,
LNCS 5545, pp. 221-228, Springer-Verlag Berlin Heidelberg (2009).
Perera L, Beard WA, Pedersen LG, Wilson SH. Applications of
Quantum Mechanical Methods to the Chemical Insertion Step of DNA
and Polymerization. Adv. Prot. Chem. and Struc. Biol. 97:83-113
(2014).

Page 25 of 25



