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S1. ENERGY|FORCE VERSUS STRAIN

The graphs below show the variations of total energy and contact force computed during the compression of various

endofullerenes.
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S2. MOVIES

The movies "H20@C60.mp4" and "CH,@C60.mp4" show the structures of HoO and CH4 using ball-stick models
during a uniaxial compression at 300 K.



