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MgNC is the first Mg-bearingmoleculein spaceidentifiedby us throughthe cooperative studiesbetweenab initio molecularorbital
calculationsa andthelaboratorymicrowave studyb. MgCN is its isomer, andhasalsobeenidentifiedin spaceby Ziurys et al.c We have
generatedthepotentialenergy surfaceof ��� electronicexcitedstatesof MgCN at theMR-SDCI/aug-cc-pVQZlevel of calculations,and
predictedspectroscopicconstants.Thepotentialenergy surfaceshowsthatMgCN hasalinearstructurein the ��� electronicstate,which
splitsinto two states,���
	 and ����� via Mg-C-N bendingmotions(Renner-Tellersplitting). TheRennerparameter is calculatedas0.24
for � � in MgCN, which is smallerthanthecorrespondingvaluefor � � in MgNC (  = 0.32).
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