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Abstract

We have extended Slater’s transition state (STS) concept for the approximation of the
difference in total energies of the initial and final states. It is simple and is conceptually
useful for gaining improved understanding of SCF-type orbital theories. Numerical
validation was performed with the valence and the core ionization energies by using
Hartree-Fock and Kohn-Sham theory. Particularly, the shifted STS performs well for the

core ionization energies of the second period and third period elements.



