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B X # % Ionic liquids are highly stable, heat-resistant, and non-volatile solvents that are
important in industrial fields. Conventionally, classical MD has been used to understand the
solution structure of ionic liquids. However, even some classical force fields have been reported for
specific ionic liquids with great efforts, we cannot apply them for designing novel ionic liquids in a
direct manner. In the backgrounds, ab initio MD, which does not need any pre-optimized force field
parameters, has gradually caught attention with the growth of high-performance computers.
However, its computational cost is extremely higher than the classical one. Thus, a method having
both high chemical accuracy and low computational cost is strongly required. In this study, we
investigated the possibility of effective fragment potential MD theory for describing thermodynamic
properties of ionic liquids.
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