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Table 1: Geometry for C;g from v2RDM /cc-pVDZ in [18,18] active space (A)
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Table 2: Geometry for BgNg from v2RDM /cc-pVDZ in [18,18] active space (A)

Atom X y Z
B 0.00000000 | 3.61651835 | 0.00000000
B -2.32411949 | 2.77006952 | 0.00000000
B -3.56155765 | 0.62773507 | 0.00000000
B -3.13177767 | -1.80771364 | 0.00000000
B -1.23655144 | -3.39829903 | 0.00000000
B 1.23655144 | -3.39829903 | 0.00000000
B 3.13177767 | -1.80771364 | 0.00000000
B 3.56155765 | 0.62773507 | 0.00000000
B 2.32411949 | 2.77006952 | 0.00000000
N 1.31643579 | 3.61850522 | 0.00000000
N | -1.31643579 | 3.61850522 | 0.00000000
N | -3.33518148 | 1.92494573 | 0.00000000
N | -3.79190846 | -0.66823481 | 0.00000000
N | -2.47514473 | -2.95013688 | 0.00000000
N 0.00000000 | -3.85026071 | 0.00000000
N 247514473 | -2.95013688 | 0.00000000
N 3.79190846 | -0.66823481 | 0.00000000
N 3.33518148 | 1.92494573 | 0.00000000




