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[Abstract] Ionic liquids are expected to be applied to the electric double layer-organic field
effect transistor as electrolytes. But their behavior on organic semiconductor electrode surfaces
have not been fully understood. In this study, we evaluated local structure and dynamics of an
interfacial ionic liquid (BMIM-TFSI) on the fullerene (Cso(111)) electrode by molecular
dynamics simulation. It was found that nonpolar butyl ligand of the BMIM cation in the 1%
layer (z < 6 A) is localized at the hollow sites surrounded by three Cso molecules, independent
of potential. At positive potential, cation and anion mainly occupy the atop site and the hollow
site, respectively, and they are exchanged at negative potential. Resident time of each ion by
changing the polarity was also evaluated by autocorrelation functions.
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Fig. 1. 2D distribution of cations (red) and anions (blue) Fig. 2. Autocorrelation functions of cations
in the 1*t layer (z < 6 A) at negative potential (left) and at (top) and anions (bottom) in the 1% layer.

positive potential (right).
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