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Abstract 
In this talk, I will briefly describe the methods of molecular dynamic (MD) simulations and 
discuss their applications in biological research via a few case studies, including (1) protein-
ligand binding for drug design (2) penetration of biomolecules into cell membranes (3) quantum 
mechanics/molecular mechanics (QM/MM) calculation for biological catalysis, i.e., how enzymes 
speeds up reactions.
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