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Development of intramolecular self-environment control technique based on the
free energy contribution analysis
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Most of the chemical reaction occur in the molecular assembly, which is
fluctuating at a given temperature. The free energy analysis is necessary to evaluate such chemical
reactions considering the thermal fluctuations and the entropy effects.

In this study, both the optimization method of the free energy minimum path, and then the free
energy contribution analysis method were developed based on the computer simulation technique. The
molecular modification technique were also established to enhance or reduce the focused reaction
using the free energy contribution analysis.
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