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MR-SDCI + Q and MR-ACPF molecularorbital calculationswith the Roos-ANO basissetshave beencarriedout for the ground
and somelow-lying excited statesof CoCOin orderto determinethe molecularconstantsand electronicstructureswhich will be
comprehensie to thosefrom the IR and millimeter-wave spectroscopie$.Dynamicalelectroncorrelationsfor the 8-10s electronsare
taking into accountin the MR-SDCI + Q calculationswith the active spaceconsistingof Co 3d, 4s orbitalsand CO =, «* orbitals.
Relatiistic enegy correctionsandspin-orbitinteractionwerealsocalculated The electronicgroundstatewasconfirmedto be? A;, and
calculatedotationalconstantindvibrationalfrequenciesgreedvell with experimentalalues.Dipole momentandspin-orbitcoupling

constantverepredictedo be3.8D and-486cm™?, respectiely. Enegy levelsandelectronicstructureof somelow-lying excitedstates
have alsobeencalculated.

2Hikida, et al.: two paperssubmittedto the sessiorfor Radicalsandlonsof this 57th Symposium(2002).



