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Molecular dynamics (MD) simulations were carried out to predict the density of curing agents for
epoxy resin. In order to grasp the job input method to effectively utilize computational resources, we
examined the calculation time, model size, force field, etc. in advance. As the number of nodes in
parallel was increased, the computation time was able to be greatly shortened by 2 nodes. The model
size was incrementally increased and the density was calculated. As a result, in the calculation
using Amber as the force field, even when the medium size model size was used, the result almost

agreed with the experimental value.
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