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Molecglar flow dynamics model of adsorption and desorption processes via charge
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In this study, focusing on molecule and ion transport phenomena and charge
transfer at electrode surfaces, a novel theoretical model and simulation technique have been developed to
treat dynamics via redox reactions and solvation structures. As a result of molecular dynamics
simulations based on the theoretical model, focusing on a relationship between the diffusion coefficient
of solvation structures of lithium ions in an organic polar solution, it was found that interactions
between solvation structures caused to change the fluidity. Furthermore, we developed another model to
evaluate current-voltage characteristics in electron transport phenomena. Focusing on the oxygen

reduction reaction near platinum surfaces, we analyzed the current-voltage characteristics in terms of
the quantum uncertainty principle.
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