AB INITIO ROTATION-VIBRATION SPECTRAOF X 2%+ MgNC
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In 1986Guélin et al.? found,in radioastronomicabbsenrations,six transitionsoriginatingin the circumstellarervelopeof thelate-type
carbonstarIRC+10216.No assignmenbf theselines could be given at the time, but they werelater identified:® asbelongingto the
rotationalspectrumof the MgNC radical. Thus,MgNC becamehe first Mg-containingmoleculeto be identifiedin interstellarspace.
The only rotationallyresohed, spectroscopiclatapresentlyavailablefor X 25+ MgNC comprisethe rotationalspectrun ® together
with a few vibronic bandsall originatingin the vibronic groundstateandbelongingto the A 2II «+ X 257 electronictransition’ In

the hopeof stimulatingfurther characterizatiomf X 25+ MgNC by high resolutionspectroscop we reporthereab initio simulations
of its lowest X -staterotation-vibrationbands The calculationsarecarriedout with the MORBID programsysten® andthey arebased
on a previously calculatedpotentialenegy function using ACPFmethod" supplementeavith dipole momentsurfacescomputedwith

CASSCF/[TZ3P+f(Mg) aug-cc-pVQZ(NandC)].
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