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Muchis notknown for NCS, while its sistermoleculeNCO is a quitefamiliar moleculefor high resolutionmolecularspectroscopand
is known asoneof the typical moleculesto shav the Rennereffect. Molecularconstant®f X2II NCSareknown? but therehasbeena
discrepang betweertheoreticallypredictedandexperimentallydeterminedrotationalconstant$. At the MR-SDCI+QandMR-ACPF
levelswith thefull-valenceactive spacepur calculatedB, valuesweresmallerby atleast0.4% thanexperimentallyobsered By value,
asis the casereportedby Ouazbir et al.® Whenthe core-alencecorrelationis included,this situationwasimprovedto give an error
of 0.05%in B. andBy. The predictedB. and By, thoughpreliminaryat the moment,at the level of core-valenceMR-SDCI+Q/aug-
cc-pCVQZare6113.9and6103.5MHz, respectiely, aguinstthe experimentalBovalue® of 6106.62162(25MHz. The N-C andC-S
equilibriumbondlengthsarepredictecto be 1.178and1.632A, respectiely, andhencethe B, of theisotopemeNC3**S couldbe 5959
MHz.

aT. AmanoandT. Amano,J. Chem.Phys, 95, 2275-22791991);andreferencesherein.
bM. Ouazbir G. ChambaudP. RosmusandP.J. Knowles, Phys.Chem.Chem.Phys, 1, 2649-26551999).




