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Research Abstract

Application of molecular dynamics simulation to industry is another important role in addition to various basic researches in science and technology. Two
examples have been studied here.

(1)A molecular dynamic study of a nanoparticle-composite polymer has been carried out to investigate key parameters which control fundamental
properties of polymers such as glass transition temperature, thermal expansion coefficient, specific heat etc.

(2)The second study is one for the material design of dielectric polymers, such as a portable phone in near future which works in a much higher frequency
domain than presently used one and consequently makes possible faster and more massive communication at once. For these purposes we study here
complex dielectric properties of a polymer by molecular dynamics simulations. As far as the dielectric constant is concerned, the charge distribution of
polymers is essential. However the introduction of charges into any molecular simulation systems must be a time ---» More
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