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Fig. S1 Low-lying isomers of B;o" with their relative energies (with zero-point
corrections included) indicated in eV at PBE0/6-311+G(d), TPSSh/6-311+G(d) (in
parenthesis) and CCSD(T)/6-31G(d) (in square brackets) levels.
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Fig.S2 Simulated IR and Raman spectrum of Cy B3o™ (3) at PBE0/6-311+G* level.
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Fig.S3 Simulated UV-vis absorption spectrum of C; B3o™ (3) at PBE0/6-311+G* level.
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Table S1. Optimized coordinates (A) of the first three lowest-lying isomers of B3o* at
PBE0/6-311+G(d) level.

1. C, Byo* (1)
B 2.96914100  —1.17000000 0. 00000000
0.75699100  1.51935300 2. 38408500
2.25887900  —1.36054200  1.48957700
~2.73925100  0.62639400 0. 84550900
~1.88407700  0.20841300 2. 40653400
2.24944600  1.55347200  —1.71012900
1.43611400  —1.92220500 0. 00000000
-0.19519300  ~1.66312900  2.90146100
0.63337500  —2.00445200  1.47657000
~0. 03258600  3.08996100 0. 00000000
-0.49524100  2.40677600  1.39288700
~2.73925100  0.62639400  0.84550900
~1.98205600  1.74397700 1. 72904700
2.25887900  —1.36054200  —1.48957700
~0.80372100  1.44433700 2. 74079200
~1.98205600  1.74397700  1.72904700
2.69160600  0.24728200 0. 85518200
2.24944600  1.55347200  1.71012900
1. 16856800  2.45844900 0. 89549600
2.69160600  0.24728200  —0. 85518200
1. 16856800  2.45844900  —0. 89549600
-0.80372100  1.44433700 2. 74079200
~1.88407700  0.20841300 2. 40653400
-0.49524100  2.40677600 1. 39288700
0.75699100  1.51935300  —2. 38408500
0.63337500  —2.00445200  —1. 47657000
~1.76535300  —1.39441200 2. 79934000
1.83536600  0.14448000 2. 39265200
1.83536600  0.14448000  —2. 39265200
1.38851800  —1.36323100 2. 88409400
~1.76535300  —1.39441200 2. 79934000
1.38851800  —1.36323100  —2. 88409400
-0.19519300  ~1.66312900  —2.90146100
~2.53994300  ~1.05333600  1.42380300
~1.04028000  -2.01406100  1.45180100
~0. 19641100  —2.32837600 0. 00000000
-3.25152500 0. 66892100 0. 00000000
~1.04028000  ~-2.01406100 1. 45180100
-2.53994300  ~1.05333600 1. 42380300
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Cs B3o* (2)
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1. 56255500
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3. CsBso™ (3)
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. 54378700
. 10033800
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. 16512800
. 49161400
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. 90235700
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. 54378700
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. 90235700
. 10033800
. 45147600
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. 45147600
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-2. 59137800

. 27251900
. 54928700
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. 68268200
. 36288700
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. 06593600
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. 00000000
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. 00000000
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0. 00000000
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