
CONFORMATIONAL ASSIGNMENTS OF ROTATIONALLY RESOLVED SPECTRA OF 1-HEXOXY AND 1-
HEPTOXY

LILY ZU, JINJUN LIU, SANDHYA GOPALAKRISHNAN, VADIM STAKHURSKY AND
TERRY A. MILLER, The Ohio State University, Dept. of Chemistry, Laser Spectroscopy Facility, 120
W. 18th Avenue, Columbus, Ohio 43210.

In recentwork we have usedab initio calculationsandrotationalanalysesto make conformationalassignmentsfor a numberof bands
in the laserinducedfluorescence(LIF) spectraof the1-propoxy, 1-butoxy and1-pentoxyradicals.For largeralkoxy radicals(number
of carbonatomgreaterthan5), thenumberof conformersbecomessogreatandtherotationalstructuresocomplex, thatthis methodis
very time-consumingandunattractive. Ratherthanpursuedetailedrotationalanalysisof the1-hexoxy and1-heptoxyspectrawe have
madeconformationalassignmentsto individualspectralinesby usinga guidethecorrespondingconformationalassignmentsof smaller
alkoxy radicalsandtheir rotationalconstantsandparametersfrom abinitio calculations.Refinedassignmentsweremadeby usingthe
GUI programSpecView.


