
MO of H2O

C2v E C2 v(xz) v(yz)   

A1 1 1 1 1 z x2, y2, z2 

A2 1 1 -1 -1 Rz xy 

B1 1 -1 1 -1 x, Ry xz 

B2 1 -1 -1 1 y, Rx yz 

 

2. Central element: AOs 

1. Point group: 

3. Ligand orbitals: SAOs (symmetry-adapted orbitals)
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UV PES of H2O



Walsh Diagram of EH2



MO Diagram of NH3
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MO Diagram of NH3



Frontier Molecular Orbital (FMO) Theory 

HOMO = Highest Occupied Molecular Orbital

LUMO = Lowest Unoccupied Molecular Orbital



Lewis Acid Base Adducts



MO Diagram of SF6



MO Diagram of SF6
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