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MR-SDCI + Q and MR-ACPF molecularorbital calculationswith the Roos-ANObasissetshave beencarriedout for the ground
and somelow-lying excited statesof CoCO in order to determinethe molecularconstantsand electronicstructures,which will be
comprehensive to thosefrom theIR andmillimeter-wave spectroscopies.a Dynamicalelectroncorrelationsfor the8-10� electronsare
taking into accountin the MR-SDCI + Q calculationswith the active spaceconsistingof Co 3

�
, 4� orbitalsandCO � , ��� orbitals.

Relativistic energy correctionsandspin-orbitinteractionwerealsocalculated.Theelectronicgroundstatewasconfirmedto be ���
	 , and
calculatedrotationalconstantandvibrationalfrequenciesagreedwell with experimentalvalues.Dipolemomentandspin-orbitcoupling
constantwerepredictedto be3.8D and-486cm�
� , respectively. Energy levelsandelectronicstructureof somelow-lying excitedstates
havealsobeencalculated.

aHikida, ������� .: two paperssubmittedto thesessionfor RadicalsandIonsof this57thSymposium(2002).


