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Table 1. Equilibrium structure and vibration frequency of *® CoH at various levels of calculation.

Active space DK or

Basis sets” CASSCF MR-SDCI NR re/A /A @, /em? v/em?!
0) Exp. (c¢f, Tomonari et al (2007)") 1.516 1.526 1925 1856
1) 5ZP ANO-RCC 3d,4s,4p 3d,4s,4p DK3 1507 1.523 2002 1965
2) aV5Z-DK 3d,4s,4p 3d,4s,4p DK3 1507 1.523 2004 1973
3) Sap-aQZP-DK 3d,4s,4p 3d,4s,4p DK3 1506 1.533 2010 1987
3) Sap-aQZP-DK 3d,4s,4p 3d,4s,4p DK3 1506 1.533 2010 1987
4) Sap-aQZP-NR 3d,4s,4p 3d,4s,4p NR 1517 1.531 1923 1879
5) Sap-aQZP-DK 35,3p,3d,4s,4p  3d,4s,4p DK3 1516 1.522 1919 1845
6) Sap-aQZP-NR 35,3p,3d,4s,4p  3d,4s,4p NR 1509 1.519 1970 1843
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