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[Abstract]
The electrolyte composed of a small amount of water and highly concentrated LiTFSI is
expected to be an excellent solution of lithium ion batteries (LIB). Suo et al. reported that the
liquid structure of water at highly concentrated LiTFSI system is a key to understand the high
performance of this system. In the present study, we investigated the solvation structure of
water molecule at various concentration of LiTFSI by using RISM method. RISM provides
the liquid structure based on statistical mechanics for molecular liquids. Due to its analytical
nature, the complicated composition of solutions can be easily treated. The present results
indicated that hydrogen bond network was weaken in the highly concentrated LiTFSI system.
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