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Abstract

An SCF treatment for excited two-determinantal states and for multiconfiguration SCF
(MCSCF), including single excitations within the framework of the semiempirical PPP
Hamiltonian is derived. Anal. gradients of the electronic energy with respect to the
geometrical variables can be calcd. and the formation for the two-determinantal state is
applied to the dynamics of singlet and triplet excited Bu states of polyenes. Due to tech.
difficulties concerning orbital ordering, the inclusion of all single excitations in the
excited state wave functions via an MCSCF treatment is necessary.



