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Reaction Rate Analysis of Adhesive by Molecular Simulation
~The Reaction Mechanism of Epoxy /Amine~

K W Z
Katsuhiko SUZUKI

The reaction rate is quantitatively estimated by the activation energy and the frequency factor. In this study the

activation energy and the frequency factor were simulated by the molecular orbital method and the molecular

dynamics, respectively, using the case of amine-epoxy reaction. The reliability of the simulation has been discussed

with the experimental results.
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Fig. 13 Distance(r) distribution between each atoms of 25
glycidyl isopropy! ether and 25 tertiary amine-epoxy
compound (Molecular dynamics calculations)
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Fig. 14 Distance(r) distribution between each atoms of 25
glycidyl phenyl ether and 25 tertiary amine-epoxy
compound (Molecular dynamics calculations)
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method calculation)
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Fig. 16 Charge distribution of glycidyl phenyl ether and
epoxy-tertiary amine compound (Molecular orbital
method calculation)
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