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Table 6-ESI EEs (eV) and oscillator strengths f for the N 1s excitation spectrum of II from SR ZORA TD-DFT calculations. Only
excitations lying at EE lower than 398 eV and having /> 103 and contributions > 10% are reported.

imo | imol EE AEE | Sym | fx103 fimo fmo character | Assignment
1| 4bsy | Nev 139421 | - | by | 94518 | 21p0)Y ¥ A
2 | 4byy, | NP 1139595 | 1.74 | by, | 7.1869 | 21000 T B
3| Sag | Nev [397.17 [ 2.96 | by, | 9.6101 | 24pCD ™ * C
4| 4bs, | N» [397.55[3.34 | by | 43849 | 235030 m* C
5| 4bs, | Nev [397.95 ] 3.74 | by, | 8.8200 | 24pGD ¥ C




