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AN OVERVIEW ON MOLECULAR DYNAMICS SIMULATION *
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Abstract The princip;le of molecular dynamics, the progress in related finite difference technique and in-
teratomic potentials, the choice of initial and boundary conditions, the realization and control of equilibrium
ensembles, the extraction of useful information, and the special use of molecular dynamics and its combina-
tion with other computational methods are summarized. Some directions of further researches on of molecular

dynamics simulation are pointed out.
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