Hartree—Fock and post-Hartree—Fock methods

Size-consistency problem in truncated CI calculations

EX5: | Show that, for the dimer,

(i) the CID Hamiltonian matrix equals HCP(142) — Egp(1+2) =

(ii) the FCI Hamiltonian matrix equals HFCY(1 4 2) — Egp(1 +2) =

(iii) CID is not size-consistent since

ECID(142) = Euyp(14+2) + A — VA2 4 2K2 + ECID(1) 4 ECID(9)

(iv) FCI is size-consistent and c1> = c?
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