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Fig. S1. Low-lying isomers of Bsgs, with their relative energies indicated in eV at
PBE0/6-311+G* and TPSSh/6-311+G*(in italic) levels.
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Fig. S2. Low-lying isomers of Bss , with their relative energies indicated in eV at
PBE0/6-311+G* and TPSSh/6-311+G*(in italic) levels.
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Fig. S3. Optimized geometries (bond lengths labeled in A) of (a) Cg, Bss (1A1) and (b)
Cav Bss (PA)) at PBE0/6-311+G* level.
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Fig. S4. Optimized geometries (bond lengths labeled in A) of (a) Cey B3gHs ('A)) and
(b) Coy BigHg (A) at PBE0/6-311+G* level.
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Fig. S5. Comparison of the © molecular orbitals of (a) Cgy Bsg, (D) Csy B3sHs, and (C)

Deh C24Hi».
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