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Fig. S1 Low-lying isomers of CaBs; with their relative energies
indicated in eV at CCSD(T)/6-311G(d)//PBEO0/6-311+G(d) (in curly

brackets) and PBE0/6-311+G(d) levels.
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Fig.S2 Simulated PES spectra of (a) C; Ca@Bs; (1) and (b) C; Ca@B3;~

(2) at TD-PBEQ.
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Table S1 Optimized coordinates (A) of C; Ca@Bs; (1), Cs Bar (11), and

the second-fifth isomers of CaB3;” at PBE0/6-311+G(d) level.

1. C, Ca@Bs; (1)
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2. Cs B3> (1)
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3. C, Ca@B3; (2)
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4. C, Ca@Bs; (3)
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5.C, Ca@B3; (4)
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6. Cyy, Ca@ Bs,~ (5)
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