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FLYJFFDLG o 3BGE = 507 nm)iEBIZEBI1T D EIRER T F(GHz/fm2), G MHz/fmH) DFHRSHEK
T - FEUEf(ref), AEXIRRI/ NV h =7 (REL), FJEB S (basis), 715H 51 (method), FAEHLEDFTHEIY
(virtual (a.w.). BFAEEIEHE CTERE L= & 725 (correlated elec.)

REL  basis method virtual ~ correlated elec. Fso7 Gso7
ref. DC ae3z+3s2p EOM-CC 100 all -10.73 29.94
Abasis DC aedz+3s2p EOM-CC 100 all -10.60 29.40

ae3z+3s2p
ATriple DC ae3z+3s2p CCSD(T) 100  higher than 3p -15.64 43.27
EOM-CC -15.79 43.68
Avirtual  DC ae3z+3s2p EOM-CC 3000 all -10.73 30.04
100

AGaunt DCG  aedzt+3s2p HF -8.86 24.66
DC -8.91 24.79






