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Position of the problem
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The CASSCF method - variational ansatz

Complete Active Space Self-Consistent Field
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The CASSCF method - Lagrangian

Complete Active Space Self-Consistent Field

we compute the Gradient and Hessian of this Lagrangian

we find the values (c,κ) that minimize E

+ Complete Active Space: we truncate the Hilbert space
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The CASSCF method - Hessian and Gradient
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Typical results
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The idea behind OCOO

How do we find the first excited state?

we find the ground state ψ0

we minimize the energy with an additional constraint:
orthogonality!

and then we find the second excited state, the third, and so on. . .
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General form for the OCOO Lagrangian
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Overlap Hessian and Gradient
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The Mystery of the Lagrange Multipliers
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