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Energy levels of nearlydegenerated
���

and
���

stateshave beenstudiedby theMR-SDCI + Q/ Roos-ANO(or variouscombinations
of otherbasissets)methodwith Breit-Pauli Hamiltonianfor relativistic effectsandspin-orbitcouplinginteractioncorrections.The

���
statehasbeenpredictedto besituatedbetween

�����
and

�����
substates,andhencethegroundstateis

���
	
. Spectroscopicconstantsfor���

state(andthosefor
���

state)arepredictedasfollows: �
� = 2.0247(1.9963)Å; ��� = 6043.2(6217.1)MHz; ��� = 3.80(3.64)kHz;� = 510.4(543.9)cm�
�
; � � = 5.92(4.88)D.


