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First-principles simulations of ionic liquids at the ta-C/ta-C sliding interface
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Fig.1 Simulation model of compression and sliding of [BMIM][PF¢]
confined between ta-C surfaces.
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Fig.2  Pressure change diagram and atomic configuration of compression simulation of [BMIM][PFs] confined
between ta-C surfaces.
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Fig.3 Atomic configuration of sliding simulation of [BMIM][PF¢] confined between ta-C surfaces.

4. ®E
Ry T8 )25 E2 VW ta-Clta-C FLEIIZ BT 5 [BMIM][PF6] D JEHE, HAMI I 2 L— 3 0280, hF4
VT oA UTIEKEENRRES BRI LA ONI L. ZAUSMEEGIET 2 2 & T, KOS & O A
FIEHATRE CH D Z L Z2RB L TERY, 2RISR BEEELHIE TR THD Z L2 LTS, 4%I1E DOS & A
THENREFREOBRMELZ TS & L HIZ O-PFs X O-PF [N F A N K DN REICEL S WA LILET V&L
oL, BREMREE OFBERAGNCT 5.
BEXH
) EAFBA: EEmE LTCOL T UHIR-ZD T AR D —FE LRI & L CoRBEN:, FlYe £ - K E
EHEEE F 37 B - A AR S (FLI), (2007)127-128.
2) J.Qu, H. Luo, M. Chi, C. Ma, P. J. Blau, S. Dai, M. B. Viola ; Tribology International, 71, 88 (2014)
3) T. D. Kiihne, M. lannuzzi, M. Del Ben, V. V. Rybkin, P. Seewald, F. Stein, T. Laino, R. Z. Khaliullin, O. Schiitt, and F.
Schiffmann: CP2K: An electronic structure and molecular dynamics software package-Quickstep: Efficient and accurate electronic
structure calculations, The Journal of Chemical Physics 152, (2020).
4) L. Pastewka, S. Moser, and M. Moseler : Atomistic insights into the running-in, lubrication, and failure of hydrogenated
diamond-like carbon coatings, Tribology Letters 39, 49 (2010).

oA AREP—2F 2024 F R TRE
349





