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MOVIE
The short movies extracted from the BOMD simulations for the global minimum structure of

CAl,;;". The simulations were performed at 500 K for over 30 ps; and the movies roughly cover a

time span of 8 ps.
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Figure S1. PBE0/def2-QZVP structures for the 20 lowest-energy isomers of CAl;;~. The
relative energies are computed at the PBE0/def2-QZVP level, including the ZPE computed at the
same level. The single point energies of the first four isomers were recomputed at

CCSD(T)/def2-QZVP//PBE0/def2-QZVP (in square brackets). Energies are in kcal mol~'.
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Figure S2. Computed bond lengths (in A; black color), Wiberg bond indices (blue color), and
natural atomic charges (in |e|; red color) for 1 and TS structures.
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Figure S3. The lowest vibrational frequency of 1 and TS computed at the PBE0/def2-QZVP

level.
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Cartesian coordinates at the PBE(0/def2-QZVP level of structure 1 and the transition state
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