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hybrids

Hierarchy by Seniority

Hamiltonian can be reordered wrt seniority (v = 0, 2, 4)

H =
∑
i

εia
†
i ai +

v=0∑
ik

Vi ikka
†
i a

†
ī
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hybrids

Open-shell correlations: truncated CI

hybrid methods -

DOCI for static correlations

CISD for dynamics correlations

orbital optimization
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- M. Van Raemdonck, et. al. (2015) JCP 143, 104106
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−15.80

−15.75

−15.70

−15.65

−15.60

−15.55

E
n
er
gy

(E
h
)

CIS̄D̄(MminCISD)

DOCI(MminCISD)

CISD(MO)

CISDD̄(MO)

CISDD̄(MminCISD)

CCSD(T)(MO)

FCI

- M. Van Raemdonck, et. al. (2015) JCP 143, 104106

sdb (â) hybrids hybrid 3 / 3


	hybrid methods
	


