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Abstract: Molecular kinetic smulation is one of the important issues of computer aided drug design (CADD). To model the
state of low-energy configuration of linear biomacromolecular by simplification, this article presents the “ ball-virtual spring’
structure model to simulate the transverse flexing vibration and torsional vibration, and probes into the mechanics affecting

the flexibility of linear macromolecular in theory. The model has profound applications in kinetic simulation of linear
macromolecular.
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