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Fig. S1 Plots of root-mean-square deviation (RMSD, in A and relative to the PBE/DZVP-
optimized structures) for 50 pico-second (ps) BOMD simulations of CBesHs~
system (starting from 1A) at the PBE/DZVP level.

Fig. S2 Structures and relative energies (AE, in kcal/mol at the CCSD(T)//B2PLYP level) of
CBe4Hs™ and CBeyHg and their lowest-lying isomers.

Cartesian coordinates of B2PLYP-D3(BJ)/aug-cc-pVTZ-optimized structures shown in
Fig. 1 and Fig. S2.
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Fig. S1 Plots of root-mean-square deviation (RMSD, in A and relative to the PBE/DZVP-optimized

structures) for 50 pico-second (ps) BOMD simulations of CBesHs™ system (starting from 1A) at the
PBE/DZVP level.
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Fig. S2 Structures and relative energies (AE, in kcal/mol at the CCSD(T)//B2PLYP level) of CBesHs~
and CBesHg and their lowest-lying isomers.



Cartesian coordinates of B2PLYP-D3(BJ)/aug-cc-pVTZ-optimized structures shown in

Fig. 1 and Fig. S2.
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