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The original goal of this research project, that is, incorporating quantum
effects of nuclear degrees of freedom into molecular dynamics (MD) simulations, was not accomplished
as expected, because of some of the technical barriers in numerical implementations.

On the other hand, although not directly related to this project, | have succeeded in establishing a
computational method for tracking the molecular self-assemblies. By considering all the chemical
species expected on the course of complicated molecular self-assembly reactions, and constructing
reaction networks on which a stochastic method is applied, for some systems I could obtain reaction
details unavailable from experiments due to their complex property and shortness in time-scale.
Because the coordination self-assembly is one of the important research themes which are actively
studied with MD simulations, insights gained in this work should in the future have fruitful effects
on the original research theme.
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