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The metal was iron, and carbon was used as a preliminary step to the
hydrogen system, and a simulator was constructed to analyze the diffusion phenomenon of carbon
inside iron. The EAM potential was used as the interatomic potential for iron atoms, and carbon was
expressed using the Becquart & Mayer potential. When the energy barrier for the transport of carbon
in this system was calculated, it was almost consistent with the results of quantum chemical
calculations, demonstrating the validity of the intermolecular potential. When the diffusion
coefficient of carbon was calculated using this system with temperature as a parameter, it was
confirmed that the energy barrier calculated from the diffusion coefficient was lower than the value

calculated by quantum chemical calculations, but the reason for this was not clarified.
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