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1 Cr Roos ANO-L:(21s15p10d6f4q)/[8s7p6d4f3g]
N Dunning aug-cc-pvVQZ:(13s7p4d3f2g)/[6s5p4d3f2g] /
Douglas-Kroll MO
Complete Active Space SCF(CASSCF) Cr 4s,3d,4p N 2s,2p Active
Space 11 c., C, MO
equivalence restriction State
Averaging dynamical (SA-)CASSCF
LS-CASPT2
Tru64/0OSF1 Molcas6.0
CrN Xz 15%90!
ATl 15%4r' B*'Y" 15%10c" d°’I1 16%4x* ,&°’ll  15%4r"
CrN
X'z : .
CASSCF/CASPT2 R(A) | @(em) | D
1.619 854 2.75 | MRCI®
1.62 n/a 3.18 | MRCI®
1.576 936 2.97 | CASSCF
LS-CASPT2 1.570 940 4.30 | CASPT2
1.563 1050 n/a
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