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Theoretical Chemistry I.
Prof. Péter G. Szalay

3

4

Foundation of quantum mechanics; atomic and molecular wave functions,
orbitals; methods of theoretical chemistry: independent particle
approximation; valence bond method, the Hiickel model; crystal field and
ligand field theories; the principals and history of spectroscopy: vibrational
and rotational spectroscopy, visible, UV-and electronspectroscopy;
magnetic resonance spectroscopy; diffraction methods.

P. W. Atkins and R.S. Friedman, Molecular Quantum Mechanics, Oxford
University Press.
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