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CPHF/KS(Coupled Perturbed Hartree-Fock/Kohn Sham)
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HF S-VWN5 HF S-VWN5
Gaussian basis
cc-pvdz(24) 5.0087 5.2918 5.0598 5.3670
cc-pv5z(201) 7.8416 9.0932 7.9264 9.2436
aug-cc-pvdz(41) 8.1319 9.8633 8.2257 10.0555
aug-cc-pv5z(287) 8.5189 10.5244 8.6208 10.7314
d-aug-cc-pvdz(58) 85123 10.6071 8.6158 10.8255
d-aug-cc-pv5z(373) 8.5324 10.5870 8.6359 10.8042
MRMW basis ?
k=5 & =1.0x 10° 85178 105734 8.6243 10.7825
k=7 & =1.0x 107 85323 105872 8.6359 10.8051
k=9 & =1.0x 1077 85323 10.5869 8.6359 10.8047
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