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Materials science of batteries and catalysts via first principles calculation
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We have been working on reactions around buried interfaces between electrolyte and electrolyte in
battery and catalyst by means of density functional theory based first-principles calculations with
certain accuracy. In this project, we set up the first-principles calculation scheme on TSUBAME, and
investigated microscopic structures of oxide cathode — sulfide electrolyte interfaces in all-solid-state
batteries. It then turned out that the mutual diffusion across the interfaces is highly possible.
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