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Fig.1S Low-lying isomers obtained for concerned borannulenes and their
cations and anions with relative energies indicated in kcal/mol at

B3LYP/6-311G(d,p) and {CCSD(T)//B3LYP}
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3. B;3sH; anion
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5. B;sH4 anion
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7. BsH¢”" dication
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Fig.2S Optimized bond lenghts and Cartesian coordinates (x, y, z) in A
for D3y BisH3(6) (a), Cs BisH;(15) (b), Doy BisHu(8) (c), Cyy BisHs (10)
(d), and D, B1sHe”(12) (e) at B3LYP/6-311(d.p)
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(b). C; BisHy
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(c). Dy BisHy
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(d). Coy BisHs™
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(€). Den Blchs2+
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Fig.3S AdNDP bonding patterns obtained for D;, BigH;(6) (a), Dy,

B18H4(8) (b), sz B18H5+(C), and D6h B18H62+(12) (d) at B3LYP/6-31G.
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Fig.4S Simulated UV spectrum of D,;, B;gHy at TD-B3LYP
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Table 1S NICS,,(0) and NICS,,(1) values calculated for each B; triangle
in Dy, BisHy(6), Cs BisHs(15), Doy BisHa(8), Cy BisHs (10), and Dy,

BisHe>"(12) at B3LYP level

AMS  NICS,(0) NICS,(1)

a -55.4 -57.6

i b -52.0 32,9

m B, H, © Len 71.0 -50.1
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AMS  NICS,(0) NICS,(1)
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