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A,y =(HF|| E,, 0y, E, |[HF) = =25, F, +26,F,, +4{ai|bj)~ 2 (ab|ij)

ai,hj — ij* ab
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R{N-C} R{C-0} theta (NCC) phi (HNCH) phi (HNCO)

State Method Bas 1s [Bng. ] [Ang. ] [deg] [deg] ldeg ]

30 RPA(=RHF} 6-31G** 1.248 1.19% 124 904 -179.986 179.846
sa-CRSICE(8,6) 6-31G** 1.352 1.227 124.704  185.625  170.730

expt. 1.356 1.219 124.700
51 REA B-31G** 1.427 1.275 115.554  153.620 62 .107
CIs B-31G** 1.426 1.272 112737 150.630 59 .809

sa-CASSCF(8,6) a-31G** 1.40z2 1.422 113.961  171.134 a7.176
{long C0 of CAS is dus to (sigma,n)->{pi®,pi*)

52 RER B-31G** 1.335 1.445 114.442  158.477 78.054
CIS B-31G** 1.303 1.346 1Z20.685  123.181 T3 .652
Sa-CASECE(8,6) 6-31GF* 1.206 1.622 108.728  171.613 221.Z268




