QUANTUM CHEMISTRY PREDICTIONSOF MOLECULAR PROPERTIES OF THE ALKOXY RADICALS

GYORGY TARCZAY, SANDHYA GORALAKRISHNAN, CHRISTOPHER C. CARTER, TERRY A.
MILLER, Laser Spectroscopy Facility, Department of Chemistry, The Ohio State University, Columbus, OH
43210.

Elementsof the electronicspin-rotationaltensorhave beenpredictedfor the ground electronicstateof a seriesof alkoxy radicals
including their possibleconformersusingthe isotopesubstitutiontechnique.? Differenttypesof transformationsiave beentried and
comparedAll of theseemployedtheexperimentallyobsened® spin-rotationalaluesof ethoxyradicalasareferencewhile therequired
rotationalconstantsvereobtainedoy quantumchemicalcalculations The predictedvaluesarein goodagreementvith theexperimental
ones,andfoundto be usefulparameterso assigrnthe obseredrotationallyresohedbandsto theappropriateconformers.
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