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Relativistic densityfunctionalmethodshavebeenusedto calculatetheoptimizedgeometriesandvibrationalfrequenciesof actinocenes,
An( ��� -C� H � ) 	 (An = Th,Pa,U, Np,Pu,Am). Theinfluencesof scalarandspin-orbitrelativistic effectsonthegeometriesandvibrational
frequenciesof theseorganoactinidecomplexesarediscussed.The calculatedscalar-relativistic vibrationalfrequenciesandabsorption
intensitiesarein excellentagreementwith experimentalresults.Clear-cut assignmentsof all theinfraredandRamanvibrationalmodes
of actinocenesarepresented.


