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“ψ ... is an oracle” – C. J. Cramer
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Ĥψ = Eψ
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Molecular Hamiltonian
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Variational Principle
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Born-Oppenheimer Approximation
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Ψ = ψ1(1)ψ2(2)...ψN(N)
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Self-consistent field
(SCF)
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Solve HF
eqns

New Ψ

yes

DONE
no

7


