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The electrified solid-liquid nterface system is a care physicochemical component that existed n
many types of electrochemical heterogeneous catalyst systems related to various energy and
environmental applications, such as fuel—cell, lithiim-ion battery, etc. Despite its widespread use in a
variety of commercial applications, the detaled physicochemical understanding is sl at an early
stage due to the difficulty of analysis. From the recent rapid advances in computational hardware and
software, the multi-scale smulation framework which utllizes both quantum and molecular mechanics
modeling methods is a useful todl to analyze the complex electrified solid-liqud interface system in
atomic/molecular-scales. I this presentation, I would present recent research resuts about
understanding the electrified solid-liqud nterface systems such as electrochemical GO, conversion

and electrical double layer systems, etc. usng own—developed multi—scale smulation frameworks,
DEFT-CES.
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