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and perturbation theory for high-spin open-shell excited states -- On
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general complex Hartree–Fock wave functions.-Partial-wave
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harmonium atom.-Use of graphics processing units for efficient
evaluation of derivatives of exchange integrals by means of Fourier
transformation.
In this Festschrift dedicated to the 60th birthday of Péter R. Surján,
selected researchers in theoretical chemistry present research
highlights on major developments in the field. Originally published in
the journal Theoretical Chemistry Accounts, these outstanding
contributions are now available in a hardcover print format, as well as a
special electronic edition. This volume provides valuable content for all
researchers in theoretical chemistry and will especially benefit those
research groups and libraries with limited access to the journal.


