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The Analysis of Molecular Behavior on Ligand Binding
Using Spacious Grid Method

Yuya Yamaguchi

Abstract

The process of intermolecular docking is central to biochemical phenomenon. Although it has studied using various

techniques, most of these considered only static properties, such as potential stability or final bound state of the molecule.

In this study, We proposed a new computational technique for analysis. We devide the configulaton space into grids,

and by using the grids, we calculate dynamic motions of each molecule. Our simulation result shows its effectiveness

especially on the dynamic phase of the intermolecular docking.
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