force [au]

0.007

0.005

0.003

0.001

-0.001
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—— methane-methane (LJ)

3 - - & configuration 1 (DFT)

G - - © configuration 2 (DFT)

& - - < configuration 3 (DFT)

V - - ¥ configuration 4 (DFT)
B optimized orientation (DFT)
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a7 39 a1
methane—methane separation [A]
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