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[ Abstract] Electric double layer formed at the ionic liquid/organic semiconductor interfaces
effectively induces career accumulation, which realizes very low operating voltage of organic
field effect transistor. However, molecular behavior at the interface has not been fully
understood. In this study, we performed classical molecular dynamics (MD) simulation to
analyze the local structure and dynamics of ionic liquid (BMIM-TFSI) at the interfaces. It was
found that BMIM cations and TFSI anions on the fullerene (Cso(111)) electrode are localized
at hollow sites surrounded by three Ceso molecules and atop sites above a Ceo molecule,
respectively, at negative potential. At positive potential, ions of opposite charges were
localized at these sites. In contrast to this checkerboard-like structure on the fullerene
electrode, interfacial ionic liquid on the rubrene electrode showed higher mobility with rather
random configuration regardless of the electrode potential.
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