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We report first-principles theoretical study of oxygen vacancy at the interface between perovskite-type
oxide (strontium titanate) and metal-electrode (platinum). Especially, we will force on the stability of
the oxygen vacancy at the metal/insulator interface. Furthermore, we also present our study on
classical MD simulations with GPGPU aiming the clarification of properties observed in electrolytic

solutions used for energy storage devices.
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Figure 1. Structure of slab models. / mean number of layer from interface.
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Figure 2. Formation energy of oxygen vacancy AZvo.
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Figure 3. Number of charge transfer from ST to Pt.
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Figure 4. Diffusion coefficient(D) of (a) [BF4+Li*] or

(b) [PFs+Li*] added electrolytic solution.
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