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Summary.
Monte Carlo Simulation of Linear Polymers for Replica Exchange Method

Yosuke Ueda
Graduate School, Hosei University

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

We simulated fold up linear polymer, which have sixty monomers of thirty positive and thirty negative
electron charges in vacuum. We have performed replica exchange Monte Carlo (REMC) simulation and
investigated various thermodynamics quantities. Intra-molecular interaction consisted of Coulomb, spring
and softcore interaction. A double helical structure is obtained when a straight chain structure set up as an
initial conformation.
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Softcore, Double Helical Structure.
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