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viewSq, a Visual Molecular Dynamics (VWMD) module for calculating, analyzing, and visualizing X-ray
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Temperature Dependence of Static Structure Factor Peak Intensities for a Pyrrolidinium-Based lonic
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Structure, Function and Bioinformatics, 2008, 71, 440-454.
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Simulating Thermochemistry of p-Benzo-quinone Reduction and Binding of Ubiquinone in the
Photosynthetic Reaction Center. ACS Symposium Series, 2004, , 51-69.

New perspectives on multiple-copy, mean-field molecular dynamics methods. Journal of Molecular 0.4 5
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Introduction to the Molecular Bioenergetics of Electron, Proton, and Energy Transfer. ACS
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A Quantum Chemical View of the Initial Photochemical Event in Photosynthesis. ACS Symposium Series, 05 o
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Optimal Spectrum Estimation in Statistical Mechanics. ChemPhysChem, 2003, 4, 1227-1230.

Quasiharmonic Vibrations of Water, Water Dimer, and Liquid Water from Principal Component 91 37
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Vibrational Assignments for High Molecular Weight Linear Polrethylenlmlne (LPEI) Based on
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Monomeric and Tetrameric Model Compounds. Macromolecu

Rigorous classical-mechanical derivation of a multiple-copy algorithm for sampling statistical

mechanical ensembles. Physical Review E, 2001, 64, 026701. 21 6
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Amino Acid Protonation States Determine Binding Sites of the Secondary Ubiquinone and Its Anion in

theRhodobacter sphaeroidesPhotosynthetic Reaction Centerl. Journal of Physical Chemistry B, 1999,
103, 5380-5387.

Compatibility of correlation-consistent basis sets with a hybrid Hartree-Fock/density functional 2.3 37
method. Journal of Computational Chemistry, 1999, 20, 207-216. :
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Oxidative Aromatic Substitutions:4€%o Hartreea”Fock/Density Functional and ab Initio Molecular Orbital
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Vibrational proﬂection analysis: New tool for quantitatively comparing vibrational normal modes of
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A Comparison of the Properties of Various Fused-Ring Quinones and Their Radical Anions Using
Hartreed”Fock and Hybrid Hartreed”Fock/Density Functional Methods. Journal of Physical Chemistry A,
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I€-Donor Substituent Effects on Calculated Structures, Spin Properties, and Vibrations of Radical
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Structures and Properties of Ubiquinone-1 and Its Radical Anion from Hybrid Hartreea”Fock/Density
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Densitya€functional methods give accurate vibrational frequencies and spin densities for phenoxy!

radical. Journal of Chemical Physics, 1995, 102, 1689-1698.




