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stuff real chemists care about

R R

O




geminals: two electron building blocks
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geminals: two electron building blocks

size consistent/extensive
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variational
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the antisymmetric geminal power
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the antisymmetric geminal power
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the antisymmetric geminal power
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the antisymmetric geminal power
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the antisymmetric geminal power
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the antisymmetric geminal power
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the antisymmetric geminal power
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Hilbert space Jastrow factors
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getting closer
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getting closer
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coupled cluster theory
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the Jastrow cluster operator

orbital rotation
with unitary U



optimization
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strong correlation (H,O, STO-3G)
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strong correlation (H,O, STO-3G)
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strong correlation (H,O, STO-3G)
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strong and weak (HF, 6-31G)
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strong and weak (HF, 6-31G)
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strong and weak (HF, 6-31G)
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strong and weak (HF, 6-31G)
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strong and weak (H,0, 6-31G)
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strong and weak (H,0, 6-31G)
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strong and weak (H,0, 6-31G)
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strong and weak (H,0, 6-31G)
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a word on cost

accurate (strong & weak)
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analytic Hessian
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