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A second-generationprogramcalledSpecView providesfor the simulationandfitting of the rotationalstructureof electronicandvi-
bronicbands.Theapplicationis written in VisualC++ andfeaturesMFC classes.A user-friendly environmentallows for mostspectra
manipulationto bedonewith mousemovesandclicks. SpecView utilizesa DLL library previously createdin our lab,which containsa
largenumberof molecularHamiltoniansappropriatefor thecalculationof theenergy levelsof variousmoleculesin differentelectronic
states.Theprogramgeneratesspectrafor up to 10

�

transitionsandhassuccesfullysimulatedrotationalspectrawith J’s up to 200. A
numberof toolsallow oneto importexperimentaldata,comparedatato simulationsandprovidesintelligentassignmentof spectrallines.
For fitting, awell-known Levenberg-Marquardt’snon-linearleastsquareprocedureis used.It is noticedthatwhenfitting molecularcon-
stantsthatappearonly in non-diagonalmatrix elements,usingnumericalcalculationsof thederivativescausestheconvergenceprocess
to be morestablethanwhenanalyticalderivativesused. The programhasan intuitive environmentandcanbe usedfor educational
anddemonstrationalpurposessinceall molecularconstantscanbe varieddynamicallywith spectrachangesreflectedimmediatelyin
application’swindow.


