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In the lithium-ion battery, there is little knowledge about the electrochemical reaction and the
migration of Li-ions in the electrode/electrolyte interface. In this study, we pay our attention to the
reaction process at the negative electrode/electrolyte interface, particularly. We have performed the
hybrid quantum-classical simulation runs in order to evaluate the activation energy of the Li-ion
intercalation/deintercalation process at the negative electrode (graphite)/inorganic SEI films (LiF)
interface.
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