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Recently attemptgo automatethe interpretatiorof rovibronic spectrehave beenundertalen. Automationbecomesncreasinglyimpor-
tantwhenspectrabecomemoredifficult to interpretand/orpre-knavledgeaboutthe moleculeis little or lacking. Thegroupof Neusset
useda procedurewhich directly fits the experimentaldata,without arny precedingassignmenbof lines, with the help of the so called
correlationautomatedotationalfitting algorithm. This algorithmstill relies on accurateinitial estimatesof the rotationalconstants
obtainedfrom otherexperiments.Unfortunately the methodstill haslimited applicability

The approachof fine-tuningthe parameter®f the Hamiltonianmodelso that the theoreticalspectrumis in closeagreementvith the
experimentabne,canbeseerasanoptimisationproblem.The proces®f determiningnolecularconstantgeanbeautomatedvith global
optimisationmethoddik e SimulatedAnnealing(SA), Tabu Search(TS) or GeneticAlgorithms (GA's). In this paperit is shavn that
a GA with a speciallydevelopedfitnessfunctionis very successfuln directly determiningthe molecularconstantdrom LIF spectra.
This is donewithout usingary initial estimatef theseconstantsexcepttheir global limits. This newv approachs demonstratedior
4 rotationallyresohed (LIF) spectradrom indole,indazole imidazoleand4-aminobenzonitri{4-ABN). The spectraveremeasuredy
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In addition, the robustnessof this GA-basedmethodhasbeenassesseby artificially deterioratingthe quality of the data. It will be
shawvn thatthe methodis quite robustand,thereforewidely applicable.
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