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SOCJTis a PC basedprogramfor determiningthe lowest energy eigenvaluesof the Jahn-Teller Hamiltonian including linear and
quadraticJahn-Tellerandspin-orbitterms.Calculationsmayberunfor any moleculewith non-cubicsymmetry, having n arbitraryJahn-
Teller active modes,andarbitrary integer or half-integer spin state. In additionto calculatingthe lowestenergy eigenvalues,SOCJT
also computesseveral propertiesderived from the resultingeigenvectors,including the Coriolis coupling constantsand the relative
vibronic transitionintensitiesto anotherelectronicstate. For the purposeof fitting experimentalspectra,a non-linearleastsquares
routineis includedwhich allows for thefitting of thespinorbit couplingconstant,��� , the n linearJahn-Teller couplingconstantsD � ,
the n quadraticJahn-Teller couplingconstantsK � , the n unperturbedharmonicvibrational frequencies,����� � , and the n unperturbed
anharmoniccorrections����	
��� � , to experimentallydeterminedline positions. SOCJThasbeenusedsuccessfullyto fit the spectraof
severalJahn-Telleractivemolecules,includingCH� O, CF� S,C H  , andC� H �� .


