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Molecular dynamics simulation has been extensively applied to analyses of struc-
ture, dynamics, and function of biological molecules. Various methods implemented in
a newly developed software, PEACH (Program for Energetic Analysis of bioCHemical
molecules), are described. This review covers: (1) an outline of classical molecular dy-
namics, (2) generation of the initial structure and temperature, (3) computation of force
and potential, (4) time integration, (5) ensemble, and (6) analyses of the generated trajec-
tories.
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