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Quantum-Chemistry Based Design of Halobenzene Derivatives With Augmented Affinities for the HIV-1
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Tinker-HP: a massiveli/\ parallel molecular dynamics package for multiscale simulations of large
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Li<sup>+<[sup>, Na<sup>+<[sup>, K<sup>+</sup>, and Rb<sup>+<[sup> Series. Assessment of the

Accuracy of the SIBFA Anisotropic Polarizable Molecular Mechanics Potential. Journal of Physical
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Importance of explicit smeared lone-pairs in anisotropic polarizable molecular mechanics. Torture
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A Simple Isomerization of the Purine Scaffold of a Kinase Inhibitor, Roscovitine, Affords a Four- to
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General Model for Treating Short-Range Electrostatic Penetration in a Molecular Mechanics Force
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Stacked and H-Bonded Cytosine Dimers. Analysis of the Intermolecular Interaction Energies by Parallel
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Polarizable molecular mechanics studies of <scp>Cu(l)/Zn(ll)<[scp> superoxide dismutase: Bimetallic
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Representation of Zn(ll) complexes in polarizable molecular mechanics. Further refinements of the
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Complexes of thiomandelate and captopril mercaptocarboxylate inhibitors to metallo-2-lactamase by
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Intramolecular interaction energies in model alanine and glycine tetrapeptides. Evaluation of
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Intramolecular chelation of Zn2+by i+- and i2-mercaptocarboxamides. A parallelab initioand polarizable
molecular mechanics investigation. Assessment of the role of multipole transferability. Journal of
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Interaction of neutral and zwitterionic glycine with Zn2+ in gas phase:ab initio and SIBFA molecular
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Parallelab initio and molecular mechanics investigation of polycoordinated Zn(ll) complexes with
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Many-Body Effects in Systems of Peptide Hydrogen-Bonded Networks and Their Contributions to
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