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Summary.
Molecular Dynamics of Methanol

Yosuke Akino
Division of Engineering, Graduate School, Hosei University

Yosuke Kataoka
Department of Materials Chemistry, Faculty of Engineering, Hosei University

In the polyatomic molecule, the changes of bond angle and bond length slightly occur in the
intra-molecule. However, it is difficult to reproduce well the flexibility of intra-molecules by the
molecular dynamics simulation. In this study, we carried out molecular dynamics simulation of
liquid methanol, and examined the effect by intra-molecular flexibility in the simulation. We
used application program "WinMASPHYC" for present simulation.
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