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RI gradients for HF, DFT and CASSCF

Retinal  ANO-S-VDZP : 54 atoms (22 non-H atoms), 468 bsf, CAS (12,12)

State-averaged

Energy

Gradient

Total

RICDConventional RICDConventional

1h09 (7.6%)

47m (8.4%)

15h04

9h20

24h24 1h56 (7.9%)

15h41 1h49 (11.6%)

> 150h 8h36 (<6%)

> 168h 10h25 (<6%)

Coupled Cluster calculations MEP of a core excited state of water
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