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Figure S1. Low-lying isomers and relative energies of CoB,¢* clusters. For the first ten isomers,
the first line is the relative energies at the level of CCSD(T)/Co/Stuttgart/B/cc-pVTZ level.

Figure S2. Low-lying isomers and relative energies of CoBy clusters. For the first ten isomers,
the first line is the relative energies at the level of CCSD(T)/Co/Stuttgart/B/cc-pVTZ level.

Figure S3. Low-lying isomers and relative energies of CoBjy~ clusters. For the first ten isomers,
the first line is the relative energies at the level of CCSD(T)/Co/Stuttgart/B/cc-pVTZ level.


mailto:qllufd@vip.sina.com

2 0.09eV

0.76 eV

0.34eV 0.67 eV 0.74 eV 0.55eV 0.64 eV

24 097eV

26 1.00eV

S1



KNG,

ALY

26 1.11eV 27 1.12eV 28 1.13eV 29 1.14eV 30 1.15eV

32 1.16eV

S2



0.45eV

6 137eV 7 193eV

AVAN
YAYA
YAYAY;

26 0.77eV 27 0.78 eV 28 0.79eV 29 0.79eV 30 0.84eV

S3



