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Summary
Phase Transition of Water Micro Cluster by Molecular Dynamics Simulations

Ryousuke Kanie
Materials Chemistry Major, Graduate School, Hosei University

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

We have estimated the free energy of water micro cluster by using Molecular Dynamics. The nucleation free energies of 8
and 30 particle clusters are obtained as the difference between the Helmholz free energies of the cluster simulation and phase
transition simulation. The former is simulation from low temperature to high temperature including argon as a carrier gas.
The latter is simulation under high density to prevent the cluster decomposition. We used application program
“WinMASHYC” for present simulation.
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