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The last two moleculesinvestigatedby the Ritz program,oxetanea andacetaldehyde, have lead to the introductionof new relevant
optionsinto theRitz package.Thedifficultiesencounteredin theassignmentof theFourier-TransformFIR spectraof bothmoleculesare
dueto theoccurrenceof importantoverlappingsof weaklines,correspondingto low

�
values.Thefirst new optionis thepossibilityof

fitting symultaneouslythewholesetof assignedlinesto asetof WatsonHamiltoniansin A reduction,with thefurtheroptionof selecting
any of the threerepresentationsI � , II � andIII � . The resultingfeed-backhasbeenvital for the assignmentof the low

���
sequences

( ��� ��� ��� ) of oxetanebelongingto the 	�
��������� and5 ring-puckeringstates.The developmentof a Hamiltonianreproducing
thelowestfundamentalbandof acetaldehyde, ����� , within theexperimeltalerrorsis thegoalof theinvestigationof this molecule,thus,
an analogousapproachfor acetaldehyde is not possibleat the moment. Rather, we have introduceda new graphicaloption which
displaysthedeviation of theinvestigatedlevel sequencefrom its bestfit by a Taylor seriesin ����� �"!$# , truncatedat thefirst or second
power, on themonitor. By clicking on any of thefitted levels, it is possibleto displaythe list of the linesconnectingit to ground-state
levels,to displaythespectralregion aroundeachof theselines,andto searchfor new possiblelevel valuesconnectedto theappropriate
ground-statelevelsby transitionswhosefrequenciesarefoundin thespectrum.Thenew deviationsfrom thebestfitting powerseriesare
immediatelyshown on themonitor. This hasleadto thecompletionof theassignmentof the % -symmetryspecies,filling the & � &'�(�
gappresentin a previousreportb, while thecompletionof theassignmentof the ) -symmetryspeciesis in progress.

aG. Moruzzi, M. Kunzmann,B. P. Winnewisserand M. Winnewisser, Ritz Assignmentand WatsonFits of the High-ResolutionRing-Puckering
Spectrumof Oxetane,J. Mol. Spectrosc., in press

bG.Moruzzi,I. Kleiner, N. Moazzen-Ahmadi,A. R.W. McKellarandJ.T. Hougen,54thOhioStateUniversityInternationalSymposiumonMolecular
Spectroscopy, Columbus,June14–18,1999,TF10


