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Structural features and dynamic investigations of the membrane-bound cytochrome P450 17A1. 06 20
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How mutations affecting the ligand-receptor interactions: a combined MD and QM/MM calculation on
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Theoretical evaluation and improvement on the potency of the rhodanine-based inhibitors for human
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Molecular simulation investigation on the interaction between barrier-to-autointegration factor
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Mutation and low pH effect on the stability as well as unfolding kinetics of transthyretin dimer. 0.8 ;
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Drug Design Benefits from Molecular Dynamics: Some Examples. Current Computer-Aided Drug Design,
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