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Materials science of batteries and catalysts via first principles calculation
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We have been working on microscopic processes in materials in battery and catalyst by means of
density functional theory (DFT) based first-principles calculations with certain accuracy. In this
project, with TSUBAME, we examined the effective descriptors for ion transport in Sulfide-based
solid electrolyte by DFT molecular dynamics, and demonstrated that, in addition to the bottleneck
volume around the transition state, the Wyckoff-site volume around the metastable site for ion is also

responsible for the ion transport.
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