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SOCJTis a PC basedprogramfor determiningthe lowestenegy eigervaluesof the Jahn-Eller Hamiltonianincluding linear and
quadraticJahn-Ellerandspin-orbitterms.Calculationamayberunfor ary moleculewith non-cubicsymmetry having n arbitraryJahn-
Teller active modes,andarbitraryinteger or half-integer spin state. In additionto calculatingthe lowestenegy eigetvalues,SOCJT
also computesseveral propertiesderived from the resulting eigervectors,including the Coriolis coupling constantsand the relative
vibronic transitionintensitiesto anotherelectronicstate. For the purposeof fitting experimentalspectra,a non-linearleastsquares
routineis includedwhich allows for the fitting of the spin orbit couplingconstanta(, the n linear Jahn-Eller couplingconstantd;,,
the n quadraticJahn-Eller coupling constant;, the n unperturbecharmonicvibrational frequencieswe ;, andthe n unperturbed
anharmoniccorrectionswez.,;, to experimentallydeterminedine positions. SOCJThasbeenusedsuccessfullyto fit the spectraof
severalJahn-Eller active moleculesjncludingCHs; O, CF3 S, CsHs, andCg Hg.



