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Figure S1. The AANDP bonding patterns of the second low-lying isomer B2oHs (7.1) (a) and
the third low-lying isomer B2oHs (7.2) (b).

Figure S2. Optimized geometries of cage-like B2oHs and quasi-planar B2oHs at the B3LYP, with
their symmetries, electronic states, and relative energies indicated in kcal mol™ at

CCSD(T) and B3LYP (in parentheses), respectively.
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Figure S1.

The AANDP bonding patterns of the second low-lying isomer B2oH4 (7.1) (a) and
the third low-lying isomer B2oH4 (7.2) (b).
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Figure S2. Optimized geometries of cage-like B2oHg and quasi-planar BxoHe at the B3LYP, with
their symmetries, electronic states, and relative energies indicated in kcal mol™! at

CCSD(T) and B3LYP (in parentheses), respectively.

2

a9
dg— }
\Va¥a% Se ’

9
10.C, B, H, ('A) 11.C B H, (‘A"

20076

0.00 (+22.65)  +40.51 (0.00)

S3



