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computational tools and their application to biological problems including structure and
ligand based drug design, mechanistic enzymology and methodological verification and
validation (i.e., error analysis). In his research he makes extensive use of quantum and
molecular mechanical potential functions coupled with a variety of numerical methods
including molecular dynamics and Monte Carlo approaches. He also makes extensive use
of structure-based drug design tools (e.g., docking and QSAR) along with chemi and
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