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[ Abstract] Adhesion is one of the most important technologies in industrial field because of
its characteristics such as lightness and strength. Therefore, various studies about adhesion are
reported, but interfacial interaction of adhesion remains unclear. Then, quantum chemical
method is required to consider adhesion mechanism on molecular scale. In previous work,
interfacial interaction and structure between alumina and epoxy resin, which is one of the
most important adhesion systems, was investigated with quantum chemical calculation.
However, static quantum chemical calculations cannot include the effect of temperature. On
the other hand, molecular dynamics (MD) calculations are capable of incorporating it. In this
work, we investigate the influence of temperature on the adhesion interface between alumina
and epoxy resin by using the MD calculation.
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