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Quantum chemistry — 0351-3212 — Syllabus

Mathematical introduction.

Problem definition.

The Born-Oppenheimer approximation: definition of the electronic Hamiltonian.
Hartree and Hartree-Fock approximations.

Gaussian basis set representations.

Roothan equations - the algebraic form.

Hohenberg-Kohn density functional theory.

The Kohn-Sham scheme.
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Exchange-correlation density functional approximations.



