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° Tn : npnh excitation (cluster) operators
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e Similarity-transformed Schrodinger equation
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e CCSD: Truncate 7' at the 2p2h level, T = Tl + T2

A

° 6T- Ansatz: Higher excitations from
products of lower excitation operators

e CCSD equations

e Coupled system of nonlinear equations,
dimension ~ 108
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e Generalization of Coupled-Cluster theory to 3N Hamiltonians
elaborate, but possible

e Currently, Coupled-Cluster theory is the only medium-mass
ab initio method capable of including full 3N interactions
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Excited States

e Generate excited states via linear 1p1lh and 2p2h excitations on top
of the fully correlated Coupled-Cluster ground state

E)A%u = (7)o Z(Tu)? {&l&i} 1 Z T {&Taba’]a’b}

at ab)

e Solve non-Hermitean eigenvalue problem

(HEBPIR, ) (Do) = w, Ry, [@0)

C
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