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MgNC is thefirst Mg-bearingmoleculein spaceidentifiedby us throughthe cooperatie studiesbetweenab initio molecularorbital
calculationd andthe laboratorymicrowave study’. MgCN is its isomer andhasalsobeenidentifiedin spaceby Ziurys etal® We have
generatedhe potentialenegy surfaceof 211 electronicexcitedstatesof MgCN atthe MR-SDCl/aug-cc-pVQZevel of calculationsand
predictedspectroscopiconstantsThe potentialenegy surfaceshavs thatMgCN hasalinearstructuren theII electronicstate which
splitsinto two states? A’ and2 A” via Mg-C-N bendingmotions(RennesTeller splitting). The Rennemparametet is calculatedas0.24
for 2IT in MgCN, which is smallerthanthe correspondingaluefor 2II in MgNC (e = 0.32).
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