EXPERIMENTAL AND AB-INITIO STRUCTUREOF BrNO,
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The v, fundamentabandsof differentisotopomersof BrNO, ("Br'®N¢0,, 8'Br'*N'0,, Br'*N'80,, and"*Br'*N'¢0'%0) lo-
catedaroundl13 um, wererecordedisinghigh-resolutiorFouriertransforminfraredspectroscop More than8000linesof all theseso-
topomersverereproducedisingaWatson-typed-reducecHamiltonianwith aroot-mean-squardeviation of betterthan7x10~4 cm™1,

for thefour isotopomersRotationalandcentrifugal distortionconstantgor thev, = 1 statesaswell asfor thevibrationalgroundstates
of theseisotopomersave beendetermined For thefirst time, ananalysisof the groundstaterotationalconstant®btainedn this study
combinedwith the constantsobtainedin our previouswork on the v, bandsof Bri4N€0, and®!Bri*N60,?, allow usto calculate
the r,, -structureof nitryl bromide. A new ab-initio structureof nitryl bromidecalculatedat the CCSD(T)/SDB-aug-cc-pVQZevel of

theoryis presentedndfoundin fair agreementvith the experimentalstructure.
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