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

imo imol EE AEE | Sym | fx103 fmo fmo character | Assignment
1 10b,, + 10b,, C7 [ 28114 - | by, | 15234 12062 + 1203 T S
2 b3, C» [ 281.58 | 0.44 | by, [ 17.500 12p(00) m* S
3 4b3, +4by, C5 [ 282.06 | 092 | by, | 41.465 12667 +12bG) L A
4 3by, + 3by, C* | 282.18 | 1.04 | by, | 18.044 120 + 120G m* A
5 9by, C7 [ 28241 127 | by, | 18978 11210 ¥ A
6 2by, + 2by, C' [ 28270 1.56 | by, [ 17.116 1260 + 12069 L A
7 6P1g C» [ 282.84 | 1.70 | by, |23.263 11109 m* A
8 8a, +8bg, C? [ 28323 ] 2.09 | by | 14217 306G2) + 27659 m* (el) B
9 3b,,, CS [ 28327 | 213 | by, | 30.038 112 m* B
10 8b3, +7by C2 | 28332 | 218 | by |29.164 27b49 + 3065 m* () B
11| 7by +7byg,8a, [ €2 | 28332 | 2.18 | by, | 40018 [ 276042 +306%D + 306D | mp (<l,) B
12| 2Dy, +2a, +2by; | C¥ [ 28341 | 227 | bo | 14669 | 136@) +13b%0 +12a@D [ mx (el,) B
13 | 2a,+2by, +2b3g [ C¥ [ 28342 | 228 | by | 14797 | 136@D +13b@) +12aC0 | mpx (el,) B
14 | obs+10a,+g | CH [283.42 [ 228 | ba | 52.508 | 276GP + 306G +306G0 | mpx () B
bl
15 Sy, 8 € [ 28342 | 228 | by | 51139 | 276G8 + 30050 + 306G | mp(el) B
blg + 10ag
16 1b,, + 1a, CY7 [ 28345 [ 231 | by, | 50337 1342 + 13pG2 o (eh) B
17 la, +1by, C37 [ 28345 [ 231 | by, | 48.995 1342 + 13pG2 m* (el,) B
18 | 5ba, +6ag+ b1y [ € |28377 | 2.63 | by | 50581 [ 27669 +306%0 +306%D | (cl) B
19 | Sbay+ 4brg+6ay [ €3 [283.77 [ 2.63 | ba, [ 49.090 | 276G +306GD +306%0 | gy (<) B
20 | 10b,, + 10by, C7 [ 28446 | 332 | by, | 22872 1465 + 14b5Y Tk C
21 9by, C7 | 284.86 | 3.72 | by, |33.752 132 m* C
22 7D, C» | 28494 | 3.80 | by | 25316 14b3Y L C
23 49 CS | 28505 [ 391 | by, | 10.667 155G m C
24 6P1g C» | 28532 | 4.18 | by, | 54.004 132 m* C
25 3bg, Ct [ 28550 | 436 | by, | 14.832 140D m* C
26 3a, C' | 285.60 | 446 | by, | 15770 1569 ¥ C
27 10by, C7 28593 | 479 | by, | 20361 16b3) o+ D
28 2bs, + 2by, C! | 286.04 | 490 | by, | 29.220 14bGY) +14p%) mE D




29 5b
1g C37 [ 286.19 | 5.05 | by, | 13.632 154070 - D
30 1b,, C' 28638 | 524 | by, |24.560 13a(91f”> nL* D
31 - 7by, C? | 28659 | 545 | by | 13.829 34509 ;* D
32 ¥8b 2
30 T 8bsy, C2 | 286.66 | 552 | by, | 24.517 38a®D + 39422 o* + 1% (bay) D
33 8bs, C? | 286.68 | 5.54 | by, | 22.294 §9a<7s> ! * Eb =
T
34 8bs, C2 | 28673 | 559 | by | 20974 31b(9q2) oF J *zg,?, 0
T
35 4by, C5 [ 286.77 | 563 | by, | 15.696 16b(é€) " +H (*2g) 0
(e}
36 10a, +8b,, C% | 286.84 | 570 | by | 13.061 CORETen =~ 0
= i | 13. 35bG) + 356GY o* D
1g a, C4 | 286.84 | 570 | bs, | 13.037 35539 4 355D * D
(e}
38 7by, C2 | 28686 | 572 | b 26.208 5500 =
- - 2u : 3500 o* D
a, C% | 286.90 | 5.76 | by | 11.382 36573 % (bay) D
2
40 7byg C? | 28692 | 5.78 | by, | 11334 35b(9¥) : oF * D
41 4b3, C5 | 28694 | 580 | by, | 23.754 16b(gg) JES— D
42 3b,,, + 3bg, Cs | 28699 | 5.85 | by | 15.450 COMEPe) =
= o _ u . 16b%; )’ +16b% o*+my* D
3u C4 | 287.00 | 5.86 | by | 15.750 325@7) oF D
44 9by, CY [ 287.00 | 586 | by, | 14.953 o
= - 3u : 32b'5] o* D
3u C? | 287.14 | 6.00 | b 11.433 )
46 3b 2u . 32b 1g G* D
3u Ct | 28724 | 6.10 | by, | 76.781 (70)
47 2b 1 ' 102 o D
2u Cl | 28749 | 635 | by, | 20.889 (©9)
48 b : : 16b'3, oF tm* D
3u C5 | 28755 | 641 | b 20.885 )
49 - lu . 17b 2g TCL* D
3u C! | 287.68 | 6.54 | by, | 47.257 (82)
50 35 ci : Loz ot b
1g 287.68 | 6.54 | by, | 14.884 16a°% oF D
u




