MO Theory of Polyatomic Systems
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H3+/'/_ cyclic
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MO Theory of Polyatomics:
The Central-Atom Model

Determine the point group of the molecule.

Consider the atomic orbitals from the central atom:
- get symmetry labels for those AOs

Consider atomic orbitals from the peripheral atoms (ligand atoms):
- get sets of symmetry adapted orbitals.

Combine AOs to MOs according to rules of symmetry, energy and overlap



