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Table SI. The bond length of CH4 in mono-cage.

Average bond
Cage Atom Bond length (A)
length (A)
C H1 1.091
C H2 1.092
18 1.092
C H3 1.092
C H4 1.093
C H1 1.093
C H2 1.094
20 1.094
C H3 1.094
C H4 1.094
C H1 1.095
C H2 1.095
22 1.095
C H3 1.095
C H4 1.095
C Hl 1.096
C H2 1.097
24 1.097
C H3 1.097
C H4 1.097
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