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First principles simulation of electrochemical reaction at
metal/water interface
OTANI MINORU

50334040

Based on the first-principles molecular dynamics simulations, we
have elucidated many physical phenomena under applied bias potential to the
electrode/electrolyte interface. Especially, we have studied electrochemical reactions on the
interface, structure of electric bilayer and variation of the vibration frequency adsorbed
atoms and molecules.
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