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Table 4-ESI EEs (eV) and oscillator strengths f for the C 1s excitation spectrum of II from SR ZORA TD-DFT calculations. Only excitations lying at EE
lower than 288 eV and having /> 10 x 10-3 and contributions > 20% are reported.

imo imol EE AEE | sym | fx103 fmo™) fino character | Assignment

1 | 13by, C7 | 281.07 b | 15410 | 21pGY ¥ S
2 | 12b3, + 12Dy, | 281.50 b | 18646 | 21600 +21615) Tk S
3 | 11by, Cco | 282.22 b [ 22399 | 21pGY m* A
4 | 10by, + 10b,, s | 28230 b [ 38.531 | 216GY + 21649 ¥ A
5 | 12by, C7 | 28233 by, | 17.901 | 20a) T A
6 | 9Dy, +9by, c' | 28271 b | 18698 | 216G2) +2154Y L A
7 | 11by, 2 | 28275 by, | 18.838 | 20a®) T A
8 | 9by Cc | 283.52 by, | 25.435 | 20a®7) ¥ B
9 | 8bg, *+9ag+7by, C» | 284.17 by | 52176 | 38bG2 +41bGD + 4165 m* (<) B
10 | 8by, +7by 5+ 9a, Cc» | 284.17 bsu | 49.018 | 38bG2 + 416G + 416G) m* () B
11 | 13b,, C7 | 284.46 b | 23.683 | 23 m* B
12 | 12bg, C2 | 284.90 b, | 19.241 nggg) Ty C
13 | 12by, C7 | 284.90 by, | 37911 | 23aCP T C
14 | 11by, C? | 28533 by, | 50.465 | 23a®® ¥ C
15 | 10a, c' | 28567 b | 16.093 | 24pQ%) ¥ C
16 | 6bg, 7 | 285.79 by | 11.504 38qu) m*(e5,) C
17 | 6by, 37 | 285.79 by, | 10.454 38qu) m*(el,) C
18 | 10b,,,11bg, Cs | 285.99 b | 21.738 | 23072 + 245G T C
19 | 9bs, +9b,, c' | 286.11 b | 22657 | 23bG0 +2354) L C
20 | 13b,, C7 | 286.11 b | 24.690 | 25bE) Tk C
21 | 5bs, + 6a, +4by, c5 | 286.13 b | 48934 | 3852 41bCY + 415G m*(e,) C
22 | Sby, +4by, + 6a, cs | 286.13 by | 46.893 | 38bG2) 41pGY + 41pGY m* () C
23 | 4by, +4a, +4by, 4y, | C® | 286.17 b [ 12223 | 226G + 22667 +21a%P +2305) | mp* (el,) C
24 | 4a, +4by, +4by, +4by, | C¥ | 286.17 by | 11680 | 22b%Y +22b%Y +21aCP +23645) | mp (e3,) C
25 | 7a, Cc7 | 286.17 by, | 43.467 | 42pG0 o* C
26 | 5by, ¥ | 286.17 by, | 40.486 | 42pG2% o* C
27 | 5b,, + 7a, C7 | 286.18 by | 30.613 | 4232 + 42pCY o* C
28 | 7a, +5by, C37 | 286.18 by, | 28.404 | 42532 4 42pG0 o* C




29 | 3a, +3bs, +3by, ¥ [ 286.26 b [ 31.910 | 39pGD + 426G3 + 426G o C
30 | Shy, +6a, +4b,, % | 28638 by | 13.782 39bG9 426G + 42b3) o* C
31 | 5by, + 4By, + 6a, Cs [ 286.38 by, | 13.426 39bGY, 42650 + 42pG) o* C
32 | 8by, cl | 286.49 by, | 28257 | 23009 T * C
33 | 12bg, C? | 286.65 b, | 12.126 25b(§§) ¥ C
34 | 11by, + 11by, | 287.26 b, | 15799 25bG) +25b5) my* D
35 | 10b,, + 10by, cs | 287.28 by, | 11113 25bG9) + 256G ¥ D
36 | 10b,, s | 28747 b, | 38.628 25b7) T D
37 | 11bg, ct | 28751 by, | 11532 25b<gg) ¥ D
38 | 9by, +9b3, c' | 287.75 b | 17.137 | 25662 + 25650 ¥ D
39 | 8bg, C» | 287.84 b | 29.101 | 42bGD o* D
40 | 8by, C | 287.84 by, | 29.054 42b<‘1*;> c* D
41 | 9bg, Cl | 28794 b | 58707 | 2509 m* D




