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What is a π-system
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Definition of π-system

• 6-31G basis
• Geometries from 10*10 CASSCF
• Orthogonal σ-core
• p-orbitals atomic (delocalised)
• All orbitals optimised

Kekule Dewar
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Structure energies



IV-5

Wj = cicjSij
i

!

Structure weights


