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Table 1 cc—pVDZ [CLAERBILDFFEREM T IL—TIZLEHERR

Method Basis set NN(A) NO(A) NNO(deg) Ref.
B3LYP 6-311G+(d) 1.991 1.149 101.4 [4]
CASPT2 (18in14) 6-311G(2d) 2.3271 1.1594 94.5 [5]
2R-AQCC cc-pVDZ 2.421 1.161 93.8 [6]
CASSCF (18in14) ccpVDZ 2.88 1.16 90.8 this work
MRCI cc-pVDZ 2.41 1.14 94.0 this work
MRCI+Q cc-pVDZ 2.38 1.15 94.0 this work
MRCPA4 cc-pVDZ 2.37 1.17 94.1 this work
Expt. Ie 2.2630(12)  1.1515(3) 97.169(53) [7]
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