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1. Supporting Information
1.1. Supplementary Analytical data
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Figure S 1. Cyclic voltammetry scans of BMe2, BF2, BBr,, and B(CN)(NC). * internal standard Ferrocene.
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Figure S 2. Cyclic voltammetry scans of BuBBN, SiBMes., SiBPF. * internal standard Ferrocene.
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Figure S 3. Gaussian deconvolution of the UV-vis absorption spectrum tBuBBN.



2. DFT-calculations
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Figure S4. Calculated and Experimental UV-vis absorption spectra for alkyl-boranes.

Spectra simulated with a half-width at half height of 0.62 eV (5000 cm'").
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Figure S5. Calculated and Experimental UV-vis absorption spectra for vinyl-boranes.

Spectra simulated with a half-width at half height of 0.62 eV (5000 cm™).



Table S1. Frontier orbital plots of borylated compounds depending on their conformation. (M06-2X/6-
311+G(d,p); Isovalue: 0.02)
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2.1. TD-DFT calculations
2.1.1. Simulated UV/Vis spectra

Table S2. Calculated Frontier orbital levels and lowest excited states (ES1 and ES2) of the investi-
gated ladder-boranes. Frontier orbital levels give in eV.

Calculated® ! : :

E£S1 ES2 f

Borane  Conf. HOMO-1  HOMO LUMO  LUMO+1 [eV] f [eV]
BMe, Pray -8.25 766 -1.24 -0.72 415  0.0829 4.68 0.0361
Prog -8.18 738 -1.23 -0.69 384  0.0574 4.56 0.0284
open  -8.08 777 042 -0.05 4.85  0.0046 5.00 0.1296
BF. Prax -8.43 -8.04  -1.46 -0.90 434  0.1905 4.72 0.0691
Prog -8.38 784 -1.46 -0.89 409  0.1250 4.66 0.0824
open  -8.31 798  -0.56 -0.13 482  0.0048 5.14 0.0821
BBr, Prax -8.64 824  -1.85 117 406 0.1006 4.37 0.0172
Prog -8.18 789 -1.79 -1.08 393  0.0926 4.36 0.0006
open  -8.27 798  -0.96 -0.35 4.68  0.0847 4.83 0.0057
Bl, Pray -7.45 700 -1.95 -1.19 317  0.0034 3.52 0.0036
Preq -7.47 743 -1.93 -1.17 333 0.0040 3.58 0.0083
open  -8.07 796 -1.22 -0.41 4.82  0.0048 5.14 0.0821
B(CN)(NC)  iPr., -8.76 842  -1.95 -1.30 426  0.1939 4.64 0.0780
B-NCax  iPreq -8.72 825  -1.95 -1.29 405 0.1266 4.59 0.1094
B(CN)(NC)  iPr., -8.76 -8.41 -1.94 -1.30 425  0.1807 4.64 0.0738
B-NCeq  iPre -8.72 824  -1.93 -1.28 405 0.1185 4.59 0.1007
open  -8.61 823  -2.22 -0.66 3.96  0.0737 4.35 0.0592
B(CN),  iPra, -8.79 845  -1.98 -1.34 425 0.1845 4.63 0.0749
Preq -8.75 -8.28  -1.97 -1.33 405 0.1210 4.59 0.1007
open  -8.75 -8.31 -2.47 -0.72 3.77  0.0927 4.17 0.0804

Vinyl-boranes

tBuBBN closed  -7.52 718 3 -0.70 369  0.0522 4.03 0.0377
open  -8.07 769 o%s -0.30 468  0.0537 4.73 0.0193
SiBMes; open -7.44 -7.41 0;)2 -0.49 4.02 0.1287 4.20 0.1438
SiBPF  closed  -8.27 792 o -1.14 412 0.0706 4.66 0.0354
open  -8.25 796 5o, -0.76 335  0.0319 4.02 0.0458

[a] Geometry optimizations performed at the M06-2X / 6-31G(d,p) level of theory; electronic transition calculated by time-
dependent DFT at the M06-2X / 6-311+G(d,p) level. [b] Shoulder band; maximum derived via Gaussian fit.
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2.1.2. List of Computed optical transitions of Alkyl-boranes
BBr2, iPrax
oV E - gtsr:ngthf Mayor Contribs Minor Contribs
1 406 305 0.1006 HOMO->LUMO (86%) H-2->LUMO (3%), H-1->LUMO (7%)
2 437 283 0.0172 H-1->LUMO (89%) HOMO->LUMO (8%)
3 450 276 0.0570 H-2->LUMO (87%) H-3->LUMO (2%), HOMO->LUMO (2%)
4 460 269 0.0706 H-4->LUMO (68%), HOMO->L+1 (11%)  H-3->LUMO (2%), H-2->L+1 (4%), H-1->L+1 (2%)
5 472 263 0.0426 H-3->LUMO (88%) H-4->LUMO (3%)
6 495 250 0.0817 H-4->LUMO (12%), HOMO-5L+1 (73%)  H-d->L+1 (5%), H-2->LUMO (2%)
7 515 241 0.0063 H-5->LUMO (70%), H-1->L+1 (18%) H-2->L+1 (3%)
8 524 237 0.0613 EL5+ :'('1%"&? m"/:)l_ﬂ‘(‘é'# (11%), H-2- 2 | UMO (3%), H-3->L+1 (4%), HOMO->L+1 (9%)
9 532 233 0.0036 H-2->L+1 (55%), H-1->L+1 (36%)
10 547 226 0.0242 H-3->L+1 (61%), H-2->L+1 (10%) :|L7+3>I(-5U°/N;o (3%), H-4->LUMO (4%), H-1->L+1 (2%), HOMO-
H-6->LUMO (4%), H-5->LUMO (2%), H-4->LUMO (4%), H-3-
11 552 225 0.0157 H-4->L+1 (52%), H-3->L+1 (19%) (>2I:2)M0 (2%), H-2-5L+1 (5%), H-1->L+1 (2%), HOMO->L+3
12 585 212 0.0176 :‘_‘i':'(}%'&? (50%), H-5->L+1 (17%), H-4- o | UMO (2%), H-7->LUMO (2%), H-3->L+1 (3%)
13 502 209 00655 H7>LUMO (22%), H-5->Ls1 (19%), H-11->LUMO (2%), H-6->LUMO (4%), H-d->L+1 (6%), H-3-
HOMO->L+3 (17%) >L+1(6%), H-2->L+1 (2%), H-2->L+3 (3%), H-1->L+3 (5%)
1 508 207 0.0146 ?ZLil;lgn& §38%), H-6->LUMO (10%), H- :|L5+3>|(.;/|v;o (2%), H-4->LUMO (2%), H-2-5L+1 (3%), HOMO-
15 6.08 204 0.1346 ngl'\;c';_‘i"l’_'fs (2(;,3:)/")’ H-5->L+1 (33%), 9.1 UMO (29%), H-7->LUMO (5%), HOMO->L+2 (5%)
BBr2, iPreq
1 393 316 0.0926 HOMO->LUMO (87%) H-1->LUMO (7%)
2 436 284 0.0006 H-1->LUMO (89%) HOMO->LUMO (8%)
3 453 274 0.0137 H-2-5LUMO (87%) HOMO->L+1 (7%)
4 457 271 01208 H-3->LUMO (72%), HOMO->L+1 (10%)  H-4->LUMO (2%)
5 487 255 0.1335 H-3->LUMO (16%), HOMO->L+1 (67%)  H-4->LUMO (5%), H-3->L+1 (2%), H-2->LUMO (6%)
6 500 248 0.0022 H-4->LUMO (73%) H-3->L+1 (9%), HOMO->L+1 (4%)
7 516 240 0.0020 H-5->LUMO (54%), H-1->L+1 (39%)
8 525 236 0.0305 H-5->LUMO (29%), H-1->L+1 (47%) H-4->LUMO (4%), H-3->L+1 (4%), HOMO->L+1 (4%)
9 531 234 0.0131 H-3-5L+1 (14%), H-2->L+1 (62%) H-7->LUMO (2%), H-5->LUMO (6%), H-1->L+1 (6%)
10 547 227 0.0124 H-3->L+1 (37%), H-2->L+1 (28%) :'L7+1>'('ZH,/“';OH(?"’/:)LU*;"%?;;';"%C()‘;Qii?;}/i;‘"o (9%), H-4-
11 566 219 0.0462 :‘_‘f:'(';'g%(,;“‘%)’ H-3->L+1 (21%), HOMO- ;o .| UMO (3%), H-7->LUMO (4%), H-3->L+4 (3%)
12 591 210 0.0273 ?_'Z;_i';lﬂ"'7‘fé§41%)’ H-6->LUMO (16%), H- 1 16,1 UMO (2%), H-3->L+1 (2%), HOMO->L.+4 (4%)
13 592 209 0.0016 H-6->LUMO (52%), H-5->L+1 (28%) H-11->LUMO (2%), H-4->L+1 (3%)
14 596 208 0.1002 H-4->L+1 (42%), HOMO->L+4 (28%) :&;h‘ﬂv_'g_ﬁ%;)'7'>"umo (4%), H-5->L+1 (3%), H-3->L+1
5 605 205 00444 H-8:>LUMO (51%) H-13->LUMO (3%), H-9->LUMO (7%), H-7->LUMO (3%), H-5-

>L+1 (7%), HOMO->L+2 (4%), HOMO->L+4 (6%)
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BBr2, open

E Osc. . . .
eV nm Strength f Mayor Contribs Minor Contribs
1 468 265 0.0847 H-1->LUMO (33%), HOMO->LUMO (49%) ~H-5->LUMO (7%)
2 483 256 0.0057 H-2-5L+1 (62%), H-2->L+2 (12%) H-2-5LUMO (7%), H-2-5L+3 (3%), H-1->L+1 (4%)
1 ~ H-2->L+1 (2%), H-1->L+1 (4%), H-1->L+12 (3%), HOMO->L+2
3 502 247 0.0675 H-1->LUMO (38%), HOMO--LUMO (20%) 2= (8, B O
4 520 239 0.0078 H-4->LUMO (72%) H-5->LUMO (7%), H-4-5L+1 (7%), H-3->LUMO (2%)
5 525 236 01715 H-5->LUMO (12%), HOMO->L+1 (58%)  H-3-Ls1 (5%), H-2->LUMO (2%), HOMO->L+5 (2%)
o .. H-5->LUMO (6%), H-2->L+1 (6%), H-2->L+3 (4%), H-2->L+5
6 534 232 0.0094 H-2-5LUMO (15%), H-2->L+2 (44%) 39 L s T3 OO T oty o o3 22
- ] H-5->L+1 (3%), H-4->LUMO (5%), H-3->LUMO (4%), H-3->L+1
7 539 230 0.0075 :OSIVT(I)-U“I’.IOZ((1291°/';)), HOMO->LUMO (12%), (30) "H.o.sl UMO (2%), H-2-5L+2 (5%), H-1-sL+1 (7%),
i ° HOMO->L+1 (4%), HOMO->L+3 (2%)
o 570 218 04613 H-5->LUMO (23%), HOMO->L+1 (17%), H-4->LUMO (3%), H-3->LUMO (2%), H-3->L+1 (3%), H-1-
' - HOMO->L+2 (26%) >LUMO (8%), H-1->L+1 (3%)
" o H-3-5L+1 (3%), H-1->L+2 (6%), HOMO->LUMO (4%), HOMO-
9 582 213 0.0364 H1->LUMO  (11%), H-1->L+1  (27%), ) 1 (Gor) HOMO->L+2 (7%), HOMO->L+4 (2%), HOMO->L+6
HOMO->L+5 (16%) o
H-7->LUMO (20%), H-6->LUMO (26%), H- H-7-5L+1 (3%), H-5->LUMO (3%), H-1->L+1 (7%), H-1->L+5
10 6.08 204 00515 4 s s
1 616 201 00896 H7->LUMO (15%), H-6->LUMO (16%), H- H-6->L+1 (2%), H-3->LUMO (7%), H-3>Le1 (5%), H-1->Ls1
' - 1-5L+5 (17%) (5%), H-1->L+2 (4%), H-1->L+6 (4%), HOMO->L+2 (8%)
N ’ H-3->LUMO (9%), H-1->LUMO (3%), H-1->L+5 (3%), HOMO-
12 621 200 0.1609 H-1->L+1 (33%), HOMO->L+5 (26%) T (6% HOMBLva (6%)
~ . H-3->L+1 (3%), H-3->L+3 (2%), H-1->L+5 (5%), H-1->L+6 (2%),
13 628 197 0.0306 HOMO->L+2 (10%), HOMO->L+3 (54%) oo™ (376, Eetud (2, i
- o . H-9->LUMO (5%), H-7->LUMO (2%), H-6->LUMO (4%), H-5-
14 636 195 0.1451 "'L3 5"('1%"3? (27%), H-1->L+2 (14%), H-1- ) yMO (2%), H-1->L+3 (3%), H-1-5L+6 (3%), HOMO->L+3
i ° (7%), HOMO->L+12 (5%)
" "  H3-5L+2 (4%), H-1->L+4 (4%), H-1->L+5 (8%), HOMO->L+1
15 6.45 192 0.0153 ELi:;I(T(;’/(;Z%)’ H-1->L+2 (22%), HOMO- 150/ LOMO-5L+2 (7%), HOMO->L+4 (5%), HOMO->L+5 (2%),
° HOMO->L+6 (2%)
BI2, iPrax
E Osc. Mayor Contribs Minor Contribs
eV nm Strength f
1 317 392 0.0034 HOMO->LUMO (97%)
2 352 352 0.0036 H-1->LUMO (96%)
3 384 323 0.0090 H-2->LUMO (91%) H-4->LUMO (4%)
4 404 307 0.0208 H-3->LUMO (15%), HOMO->L+1 (79%)  H-4->LUMO (3%)
5 414 299 0.0109 H-3->LUMO (80%), HOMO->L+1 (14%)
6 423 293 0.1467 H-4->LUMO (83%) H-2->LUMO (4%), HOMO->L+1 (4%)
7 443 280 0.0016 H-1->L+1 (92%) H-5->LUMO (3%)
8 458 271 0.0525 H-5->LUMO (63%), H-2->L+1 (10%) Hed->L+1 (7%), H-4-5L+3 (3%), H-1->L+1 (5%)
9 469 264 0.0219 H-5->LUMO (10%), H-2->L+1 (75%) H-6->LUMO (7%)
10 483 257 0.0314 H-6->LUMO (69%), H-3->L+1 (14%) Hed->L+1 (3%), H-2-L+1 (8%)
11 500 248 0.0253 H-6->LUMO (10%), H-3->L+1 (71%) H-5->LUMO (3%), H-4->L+1 (6%)
H-4->L+1 (16%), HOMO->L+3 (28%), |, ) _
12 511 242 0.0360 {1 v (169, HOMO2La10 (1106 H-5->LUMO (3%), HOMO->Ls8 (3%), HOMO->L+13 (3%)
" ) H-7->LUMO (3%), H-6->LUMO (9%), H-5->L+1 (8%), H-3->L+1
13 515 241 0.1604 H-4->L+1 (46%), HOMO->L+3 (11%) 59, HOMO L7 (1)
’ ! H-7->LUMO (3%), H-5->LUMO (3%), H-5->L+1 (3%), H-3->L+1
14 533 232 0.0458 :gmg-:tﬁo((%zj))’ HOMO->L+7 (10%), (994) HOMO->L+2 (4%), HOMO->L+5 (7%), HOMO->L+6 (3%),
° HOMO->L+13 (2%)
5 544 228 00322 H7>LUMO  (20%), H-5->Ls1 (22%), H-6->L+1 (4%), H-5->LUMO (3%), H-d>Lo1 (6%), H-d->L+3

HOMO->L+2 (15%)

(5%), HOMO->L+3 (4%), HOMO->L+5 (3%)
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BI2, iPreq

Osc. . . .
E Strength f Mayor Contribs Minor Contribs
1 333 373 0.0040 HOMO->LUMO (97%)
2 358 346 0.0083 H-1->LUMO (95%) H-2->LUMO (3%)
3 38 322 0.0261 H-4->LUMO (17%), H-2->LUMO (76%)  H-1->LUMO (3%)
4 413 300 0.0240 H-3->LUMO (56%), HOMO->L+1 (37%)  H-4->LUMO (3%)
H-4->LUMO (56%), H-3->LUMO (18%), H- !
5 416 298 00564 5t o0 HOMO->L+1 (6%)
H-4->LUMO (16%), H-3->LUMO (22%), .,
6 425 292 00270 POl O v H-2->LUMO (3%)
7 447 217 0.0070 H-1->L+1 (88%) H-5->LUMO (7%)
8 454 273 0.0727 H-5->LUMO (60%), H-2->L+1 (14%) Hed->L+1 (5%), H-4-5L+3 (2%), H-1->L+1 (9%)
9 477 260 0.0383 H-5->LUMO (18%), H-2->L+1 (63%) H-6->LUMO (8%), H-5->L+1 (3%), H-4->L+1 (3%)
H-6->LUMO (56%), H-3->L+1 (16%), H-2- , ,
10 491 253 oote2 ool H-d->L+1 (8%)
11 503 247 0.0205 H-4->L+1 (21%), H-3->L+1 (64%) H-6->LUMO (2%), H-2->L+1 (4%)
H-6->LUMO  (20%), H-d->L+1 (37%), , . ] !
12 515 241 01223 oo o H-3-5L+1 (7%), HOMO->L+7 (5%), HOMO->L+11 (2%)
H-6->LUMO (8%), H-5->L+1 (2%), H-3->L+1 (5%), HOMO->L+7
13 518 239 01221 H-4->L+1 (12%), HOMO->L+3 (37%) (9%), HOMO-5L+9 (3%), HOMO->L+10 (3%), HOMO->L+11
(5%)
- H-9->LUMO (3%), H-8->LUMO (5%), H-7->LUMO (6%), H-5-
14 534 232 0.0202 H-5->L+1 (47%) >LUMO (4%), H-4->L+1 (3%), H-d->L+3 (7%), H-1->L+3 (2%)
15 544 228 0.0024 :'_1'1’1":132,,/(0‘;6%)’ HA->L+7 (15%), H-1- L5 )41 (3%), H-1-5L49 (5%), H-1->L+13 (3%)
BI2, open
E Osc. Mayor Contribs Minor Contribs
eV nm Strength f Y
1 482 257 0.0048 H-2->LUMO (52%), H-2->L+1 (28%) H-2-5L+2 (4%), H-1->LUMO (5%)
H-1->LUMO (35%), HOMO->LUMO (25%), |, . » N
2 514 241 0.0821 1 o H-3-5L+3 (2%), H-1-5L+1 (2%), H-1->L+8 (3%)
3 516 240 0.2684 H-1->LUMO (15%), HOMO->LUMO (57%) H-2-5L+1 (2%), HOMO-5L+1 (7%), HOMO->L+3 (4%)
" " H-2-5L+2 (8%), H-2-5L+8 (5%), H-2-5L+9 (2%), H-1->L+1 (2%),
4 536 232 0.0044 H-2->LUMO (28%), H-2->L+1 (33%) Hooe A o o
5 548 226 00405 H-3->LUMO (10%), HOMO->LUMO (11%), H-4->LUMO (3%), H-2->LUMO (3%), H-2->L+1 (7%), HOMO-
: - HOMO->L+1 (43%) >L+2 (5%), HOMO->L+3 (4%)
6 613 202 0.3726 H-1->LUMO (29%), HOMO-5L+3 (40%)  H-1->L+3 (9%), HOMO->L+1 (5%), HOMO->L+4 (2%)
. 620 199 00614 H3>LUMO (23%), H-i->Ls3 (25%), H-1->LUMO (7%), HOMO->L+2 (4%), HOMO->L+3 (8%),
' - HOMO->L+1 (11%) HOMO->L+5 (4%), HOMO->L+8 (3%)
HA->L43 (21%), HOMO->L+1 (12%), |, . ) !
8 629 197 0.0650 |10t H-3-5L+2 (3%), HOMO->L+8 (4%), HOMO->L+10 (3%)
" o H-3-5L+1 (3%), H-1->LUMO (3%), H-1->L+3 (4%), HOMO->L+1
9 638 194 0.0096 ngl\;c';_""l’_'oz (1(;3';/")’ HA->L+1 (16%), 40y, HOMO->L+4 (4%), HOMO->L+5 (9%), HOMO->L+7 (29%),
i © HOMO->L+8 (4%), HOMO->L+9 (2%)
10 647 192 0.0308 H-3->LUMO (15%), H-1->L+1 (63%) H-2-5L+1 (2%), H-1->L+4 (3%), HOMO->L+4 (3%)
’ ! Hed->L+1 (3%), H-3->LUMO (2%), H-1->L+2 (2%), H-1->L+3
11 653 190 0.0888 HOMO->Ls2 (11%), HOMO->Lv4 (a3%)  qor=il (70 ZbS2LAU0 (279, 8
12 662 187 0.0136 EI-.1+-5>I(-1+42°/§13%), HA->L+4 (48%), H-1- ) 47 (3%), HOMO->L+4 (4%), HOMO->L+5 (2%)
0,
13 670 185 02775 H-3>L+1 (24%), H-1->L+3 (15%), HOMO-  H-4->LUMO (8%), H-d->L+1 (6%), HOMO->L+4 (7%), HOMO-
: - >L+8 (15%) >L+5 (4%), HOMO->L+6 (2%)
1 671 185 00223 HA>LUMO (17%), H-3->Ls1 (14%), H-3->LUMO (2%), H-3->L+2 (5%), HOMO->L+1 (3%), HOMO-
' - HOMO->L+4 (18%), HOMO->L+8 (15%)  >L+2 (3%), HOMO->L+3 (3%), HOMO->L+5 (3%)
5 682 182 00199 H1>L+2 (24%), HOMO->L+5 (18%), H-1->L+5 (3%), H-1->L+8 (7%), H-1->L+9 (4%), HOMO->L+8

HOMO->L+6 (14%)

(3%)
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BF2, iPrax

E Osc. . . .
eV nm Strength f Mayor Contribs Minor Contribs
1 434 286 0.1905 HOMO->LUMO (93%)
2 472 263 0.0691 H-1->LUMO (63%), HOMO->L+1 (22%)  HOMO->L+4 (5%)
3 502 247 0.0229 H-2->LUMO (81%) H-1->L+1 (3%), HOMO->L+1 (3%)
HA->LUMO  (18%), H-1->Ls1 (12%),
4 511 243 02148 [0tV o H-2->LUMO (7%)
5 558 222 0.0332 H-1->L+1 (59%), HOMO->L+1 (10%) H-3->LUMO (3%), H-1->LUMO (9%), HOMO->L+4 (7%)
6 580 214 0.0107 H-2->L+1 (80%) HOMO->L+4 (6%)
» ’ H-6->L+1 (2%), H-4->LUMO (7%), H-3->LUMO (6%), H-2->L+1
7 6.02 206 01071 H-1->L+1 (21%), HOMO->L+4 (38%) oo T oo
8 621 200 00207 HA->LUMO (11%), H-3->LUMO (21%), H-6->L+1 (3%), H-1->LUMO (2%), HOMO->L+3 (4%), HOMO-
HOMO->L+2 (34%) >L+4 (8%)
0 626 198 00271 H3>LUMO (21%), HOMO->L+2 (37%), H-6->L+1(2%), H-4->LUMO (3%), H-1->LUMO (2%), H-1->L+4
' - HOMO->L+3 (10%) (%)
10 620 197 00039 H-6->LUMO (15%), H-4->LUMO (41%), H- H-10->LUMO (4%), H-0->LUMO (2%), H-8->LUMO (7%), H-d-
' - 3->LUMO (12%) >L+1 (3%), H-1->L+4 (3%)
HA->L+4 (45%), HOMO->L+d (16%), -, N ]
11 633 196 0.1833 [0t ST H-4->LUMO (4%), H-3-5L+1 (3%), HOMO->L+8 (3%)
H-1->L+2 (44%), H-1->L+3 (19%), HOMO- g
12 649 191 0.00s7 [in HOMO->L+5 (6%)
- H-10->LUMO (4%), H-6->L+1 (2%), H-5->LUMO (2%), H-4-
13 6.62 187 0.0858 H-6->LUMO (35%) >LUMO (8%), H-3->LUMO (9%), H-3-5L+1 (8%), H-2->L+4 (8%)
9 - o, - o, 0. o 1. o, - o, "
1 668 186 000as C;I\IT(I)-*.>3L+§")(%Q/;) HOMO->L+2 (12%), :|L2+5>|(.g;)(4/o), H-1->L+2 (8%), HOMO->L+4 (2%), HOMO
5 660 185 00181 H-2-5L+d (59%) g&)ﬂumo (7%), H-a->L+1 (4%), H-3->L+1 (2%), H-1->L+4
BF2, iPreq
E Osc. Mayor Contribs Minor Contribs
eV nm Strength f Y
1 409 303 01250 HOMO->LUMO (94%)
2 466 266  0.0824  H-1->LUMO (57%), HOMO->L+1(31%)  HOMO->L+4 (2%)
3 497 250 02540  H-1->LUMO (31%), HOMO->L+1 (57%)  H-1-Ls1 (7%)
4 519 239 0.0489  H-2-5LUMO (66%), H-1->L+1 (12%) HOMO->L+4 (4%)
5 551 225 00040  H-2->LUMO (16%), H-1->L+1 (63%) H-4->LUMO (2%), H-1->LUMO (2%), HOMO->L+1 (6%)
6 587 211 oo0ogs H2>L+l (24%), HOMO->L+d (28%), H-4->LUMO (3%), H-2->LUMO (5%), H-1->LUMO (4%), H-1-
) : HOMO->L+5 (10%) >L+1(4%), H-1->L+4 (2%)
H-3->LUMO (12%), HOMO->L+2 (56%), ., . ]
7 606 205 ooz oo H-1->L+2 (2%), HOMO->L.+5 (4%)
.9- o 8- o 4. o .
8 607 204 00014 H-3->LUMO (54%), HOMO->L+2 (14%) :':;'(',‘ﬂ/o“’;o,_%ﬁ)éiﬂgL(gﬂx (2%), H-4->LUMO (5%), HOMO
9 613 202 00662  H-2>L+1(47%), HOMO->L+4 (14%) :'L‘L';,,nge.,ﬁj%z;_:';f;:ﬁ‘;ﬁfj’ ,.%;\/7,)(’,_:',:‘:3‘432')'0 (%), H3-
- " H-6->LUMO (3%), H-6-5L+1 (6%), H-4->L+1 (4%), H-3->LUMO
10 620 200 00636 H5>LUMO (15%), H-4->LUMO (27%). (30, ‘5 ) 11 (2%), H-1->LUMO (2%), H-1->L41 (2%), H-1-
HOMO->L+4 (17%) >L+4 (3%), HOMO->L.+9 (2%)
1 e2a 190 oogrs H1>Led (25%), HOMO->L+8 (14%), H-5->LUMO (4%), H-d->LUMO (4%), H-2->L+1 (8%), H-1->L+5
- : HOMO->L+9 (10%) (9%), HOMO->L+1 (2%), HOMO->L+4 (4%), HOMO->L+6 (4%)
12 642 193 0.0088  H-1->L+2 (34%), HOMO->L+3 (33%) :',_1; (Lg,:}*)”%)’ HOMO->L+2 (4%), HOMO->L+5 (7%), HOMO-
0,
13 655 189 00175 H1>L#2 (15%), HOMO->L+3 (24%), H-6->LUMO (4%), H-1->L+3 (8%), H-1->L+d (3%), H-1->L45
- : HOMO->L+6 (15%) (4%), HOMO->L+4 (4%), HOMO->L+5 (7%)
14 660 188 000gs  H-6->LUMO (13%), H-1->L42 (12%), H-1- H-4->LUMO (4%), H-0->L+1 (3%), H-1->L+4 (4%), HOMO->L+2
- ' >L+3 (10%), HOMO->L+5 (16%) (9%), HOMO->L+3 (5%), HOMO->L+4 (7%), HOMO->L+8 (3%)
H-10->LUMO (2%), H-6->L+1 (2%), H-5->LUMO (5%), H-5-
15 664 187 00709  H-6->LUMO (23%), HOMO->L+5 (16%)  >L+1 (4%), H-4->LUMO (8%), H-d->L+1 (8%), H-1->L+4 (2%),

HOMO->L+2 (2%), HOMO->L+4 (4%)
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BF2, open

Osc. . . .
eV nm Strength f Mayor Contribs Minor Contribs
1 482 257 0.0048 H-2->LUMO (52%), H-2->L+1 (28%) H-2-5L+2 (4%), H-1->LUMO (5%)
H-1->LUMO (35%), HOMO->LUMO (25%), |, . o »
2 514 241 0.0821 HOMOS Lo (1055 H-3-5L+3 (2%), H-1->L+1 (2%), H-1->L+8 (3%)
3 516 240  0.2684 H-1->LUMO (15%), HOMO->LUMO (57%)  H-2->L+1 (2%), HOMO->L+1 (7%), HOMO->L+3 (4%)
vy Y H-2->L+2 (8%), H-2->L+8 (5%), H-2->L+9 (2%), H-1->L+1 (2%),
4 536 232 0.0044 H-2->LUMO (28%), H-2->L+1 (33%) HOMO-1 ot 590
5 548 26 0.0406 H-3->LUMO (10%), HOMO->LUMO (11%), H-4->LUMO (3%), H-2->LUMO (3%), H-2->L+1 (7%), HOMO-
' - HOMO->L+1 (43%) >L+2 (5%), HOMO->L+3 (4%)
6 613 202 0.3726 H-1->LUMO (29%), HOMO->L+3 (40%)  H-1-5L+3 (9%), HOMO->L+1 (5%), HOMO->L+4 (2%)
2 62 199 00614 H3->LUMO (23%), H-1->L+3 (25%), H-1->LUMO (7%), HOMO->L+2 (4%), HOMO->L+3 (8%),
' - HOMO->L+1 (11%) HOMO->L+5 (4%), HOMO->L+8 (3%)
-1 - o - 0,
8 6.29 197 0.0659 :3,\;('5_">3L+§2(L£‘% HOMO->L+1 (12%), 1.3, +2 (3%), HOMO->L+8 (4%), HOMO->L+10 (3%)
N o H-3-5L+1 (3%), H-1->LUMO (3%), H-1->L+3 (4%), HOMO->L+1
9 6.38 194  0.0096 :gn;(')'_u"l’_'oz 1(;3%)’ HA->L+1 (16%), (4o HOMO->L+4 (4%), HOMO-5L+5 (9%), HOMO->L+7 (2%),
>L+2 (17%) HOMO->L+8 (4%), HOMO->L+9 (2%)
10 6.47 192 0.0308 H-3->LUMO (15%), H-1->L+1 (63%) H-2-5L+1 (2%), H-1->L+4 (3%), HOMO->L+4 (3%)
~ . H-4->L+1 (3%), H-3->LUMO (2%), H-1->L+2 (2%), H-1->L+3
11 653 190  0.0888 HOMO->L+2 (11%), HOMO->L+d (43%)  Froid (978 08 e eon
12 662 187 0.0136 :'_1';'('1"42%§13%)’ H-1->Led (48%), H1- 1147 (3%), HOMO->L+4 (4%), HOMO->L+5 (2%)
3 670 85 02775 H-3->L+1 (24%), H-1-5L+3 (15%), HOMO- H-4->LUMO (8%), H-4->L+1 (6%), HOMO->L+4 (7%), HOMO-
: ) >L+8 (15%) >L+5 (4%), HOMO->L+6 (2%)
14 671 185 00223 H-4->LUMO (17%), H-3->L+1 (14%), H-3->LUMO (2%), H-3->L+2 (5%), HOMO->L+1 (3%), HOMO-
' - HOMO->L+4 (18%), HOMO->L+8 (15%)  >L+2 (3%), HOMO->L+3 (3%), HOMO->L+5 (3%)
15 6.82 182 0.0199 H-1->L+2 (24%), HOMO->L+5 (18%), H-1->L+5 (3%), H-1->L+8 (7%), H-1->L+9 (4%), HOMO->L+8

HOMO->L+6 (14%)

(3%)
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BMe2, open

E Osc. . . .
eV nm Strength Mayor Contribs Minor Contribs
1 485 256 0.0046 H-2->LUMO (44%), H-2->L+1 (32%) H-2-5L+2 (9%), H-1->LUMO (4%)
2 5.00 248 0.1296 H-1->LUMO (15%), HOMO->LUMO (58%) H-1->L+4 (4%), HOMO->L+7 (6%)
. i H-2->L+1 (2%), HOMO->L+1 (7%), HOMO->L+2 (4%), HOMO-
3 516 240 01970 H-1->LUMO (37%), HOMO->LUMO (26%) 1" o "/ S0~ 16 (29%), HOMO->La7 (4%)
4 5.34 232 0.0058 :-OZI-\;(!).UI\II-IO ( (1 8°)A1), H-2->L+1  (11%), :-3->|I:+1 23%;, I|:|I-o2;\;é+2l-(6°/o(), H;Z;:é;:o(m‘f), H(-1 ->)L+1 (4%),
) : ->L+1 (23%, -1->L+2 (2%), ->L+2 (5%), ->L+4 (3%,
5 5.41 229 0.0040 H-2->LUMO (16%), H2->L+1 (14%), H-3->LUMO (3%), H-2->L+2 (8%), H-2->L+4 (2%), H-2->L+7
- - HOMO->L+1 (18%) (5%), HOMO->L+2 (3%), HOMO->L+4 (6%)
H-4->LUMO (7%), H-4->L+1 (2%), H-4->L+4 (4%), H-4->L+7
(4%), H-3->LUMO (3%), H-1->LUMO (4%), H-1->L+1 (5%), H-1-
6 568 218 0.1442 HOMO->L+4 (24%) >L+7 (2%), HOMO->LUMO (5%), HOMO->L+2 (2%), HOMO-
>L+5 (3%), HOMO->L+6 (4%), HOMO->L+7 (5%), HOMO-
>L+15 (2%)
H-3->LUMO (8%), H-1->L+1 (5%), H-1->L+2 (5%), H-1->L+7
7 6.06 205 0.1804 H-1->LUMO (22%), HOMO->L+7 (10%)  (9%), HOMO->L+1 (7%), HOMO->L+2 (7%), HOMO->L+3 (2%),
HOMO->L+4 (7%), HOMO->L+6 (4%)
8 641 203 0.0061 H-5->LUMO (17%), H-5>L+4 (13%), H-5- H-6->LUMO (4%), H-6->L+4 (4%), H-6->L+7 (3%), H-5->L+1
- - >L+7 (12%) (5%), H-5-5L+5 (3%), H-5->L+15 (6%), H-3->LUMO (5%)
H-3->LUMO (5%), HOMO->L+3 (2%), HOMO->L+4 (3%),
9 6.15 202 0.0096 HOMO->L+1(28%), HOMO->L+2 (35%)  \GMO -1 o5 (5%) HOMO-SL+6 (4%). HOMO->L8 (2%)
10 620 200 0.06a3 H-1->L#+4 (21%), H-1->L+7 (11%), HOMO- H-3->LUMO (4%), H-1->LUMO (8%), H-1->L+2 (2%), H-1->L+3
- - >L+7 (16%) (7%), H-1->L+6 (8%), HOMO->L+2 (5%), HOMO->L+15 (3%)
H-4->LUMO (2%), H-3->L+1 (4%), H-1-5L+5 (3%), H-1->L+6
1 630 197 0.0350 H-1->L+1 (35%), HOMO->L+3 (17%) (3%), H-1->L+7 (3%), HOMO->L+1 (3%), HOMO->L+2 (8%),
HOMO->L+7 (2%)
a » H-6->LUMO (3%), H-4->LUMO (8%), H-3->L+1 (3%), H-1->L+4
12 633 19 0.0015 :gn;(')'_u"l’_'°4 (1(;;")/")’ HA->L+1 (12%), (500) He1-5L+7 (%), HOMO->L+1 (3%), HOMO->L+2 (2%),
i o HOMO->L+3 (3%), HOMO->L+5 (4%)
H-1->L+1 (11%), H-1->L+2 (18%), HOMO- |, 1. g
13 6.40 194 0.0521 1 2 D69%), HOMO-SL+7 (14%) H-3->LUMO (6%), H-1->L+4 (4%), HOMO->L+4 (7%)
14 643 193 04238 H-3->LUMO (12%), H-1->L+4 (33%), H-6->L+1(3%), H-4->LUMO (2%), H-1->L+1 (6%), HOMO->L+2
- - HOMO->L+7 (12%) (7%), HOMO->L+4 (3%), HOMO->L+5 (3%)
H-4->LUMO (3%), H-3->LUMO (4%), H-3->L+1 (2%), H-1->L+3
15 648 191 0.0253 H-1->L+2 (25%), HOMO->L+3 (17%) (8%), H-1-5L+4 (6%), H-1->L+5 (3%), H-1->L+6 (7%), HOMO-
>L+6 (4%), HOMO->L+7 (3%)
BMe2, iPreq
E Osc. . . .
eV nm Strength f Mayor Contribs Minor Contribs
1 3.84 323 0.0574 HOMO->LUMO (96%)
2 456 272 0.0284 H-1->LUMO (19%), HOMO->L+1 (70%)
3 485 255 0.2015 H-1->LUMO (66%), HOMO->L+1 (18%) H-2->LUMO (5%), H-1->L+1 (3%), HOMO->L+5 (2%)
4 5.10 243 0.1286 H-2->LUMO (87%) HOMO->L+1 (6%)
5 519 239 0.0568 H-3->LUMO (49%), H-1->L+1 (17%) H-6->LUMO (3%), HOMO->L+5 (6%), HOMO->L+6 (5%)
6 550 225 0.0739 H-3->LUMO (22%), H-1->L+1 (58%) H-3->L+1 (3%), H-2->L+1 (5%)
" " H-7->LUMO (2%), H-6->LUMO (3%), H-5->LUMO (6%), H-1-
7 5.68 218 0.0002 H-4->LUMO (41%), H-2->5L+1 (21%) >L+1 (6%), HOMO->L+2 (4%)
8 571 217 0.0098 HOMO->L+2 (68%), HOMO->L+4 (12%)  H-4->LUMO (3%), HOMO->L+3 (5%)
9 574 216 0.0173 H-4->LUMO (18%), H-2->L+1 (64%) H-5->LUMO (6%), H-1->L+1 (3%)
10 5.76 215 0.1785 :gﬁéﬂ’_‘?e ((:88:/10))’ HOMO->L+5 (37%), EI-I:-;I(.;-;,)(S%), H-1->LUMO (5%), HOMO->L+7 (3%), HOMO-
" 600 207 0.0554 HOMO->L43 (18%), HOMO->L+5 (15%), H-3->L+1 (5%), H-1->Ls5 (7%), H-1->L+6 (4%), HOMO->L+4
HOMO->L+10 (23%) (3%), HOMO->L+6 (2%), HOMO->L+8 (3%), HOMO->L+9 (6%)
12 641 203 0.0435 :g'-\;énl_ ((51(9:?)/,) HOMO->L+3  (44%), :gﬁéunﬁ 0((2;/;); HOMO->L+2 (5%), HOMO->L+4 (4%),
) : ->L+ %) ->L+ %)
a i H-6->LUMO (6%), H-1->L+2 (3%), HOMO->L+2 (8%), HOMO-
13 6.15 202 0.0051 H-3->L+1 (38%), HOMO->L+4 (26%) >La3 (3%), HOMO->L7 (2%), HOMO->L+8 (3%)
H-8->L+1 (3%), H-7->LUMO (5%), H-1->LUMO (2%), H-1->L+1
14 6.21 200 0.0336 H-6->LUMO (33%), HOMO->L+4 (12%) (4%), H-1-5L+2 (3%), H-1->L+5 (5%), H-1->L+6 (3%), HOMO-
>L+3 (3%), HOMO->L+10 (5%)
15 625 198 0.0047 HE>LUMO (11%), H3->L+1 (21%), H-7->LUMO (2%), H-6->L+1 (2%), H-4->L+1 (2%), H-1->L+1

HOMO->L+4 (18%), HOMO->L+10 (11%)

(3%), H-1->L+2 (5%), HOMO->L+3 (7%)
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BMe2, iPrax

E Osc. . . .
eV nm Strength Mayor Contribs Minor Contribs
1 415 209 0.0829 HOMO->LUMO (95%)
2 468 265 0.0361 H-1->LUMO (32%), HOMO->L+1 (47%)  H-2->LUMO (8%)
H-3->LUMO (11%), H-2->LUMO (63%), H-
3 481 258 o0as0 {30
4 492 252 0.0339 H-3->LUMO (62%), H-1->LUMO (17%)  H-1->L+1 (5%), HOMO->L+1 (7%)
H-3->LUMO (20%), H-2->LUMO (19%), H- , ._
5 507 245 0.3560 12710 (16%), HOMO-Lr1 (36% H-1->L+1 (3%)
6 552 225 0.0035 H-3->L+1 (43%), H-2->L+1 (38%) H-1->L+1 (9%)
7 560 221 0.0076 H-3->L+1 (39%), H-2->L+1 (45%) H-1-5L+1 (2%), HOMO->L+5 (29%)
» » H-3-5L+1 (8%), H-2->L+1 (6%), HOMO->L+1 (3%), HOMO-
8 562 220 0.0315 H-1->LUMO (10%), H-1->L+1 (53%) T oy OO
8- Oy -6 0 5. () .2
9 576 215 0.0049 H-4->LUMO (71%) :'ﬁ:'é%o (6%), H-6->LUMO (3%), H-5->LUMO (5%), H-3
10 590 210 0.1300 ngl-\;cl)-:L+£1(42°9/°2/:,), :8”8::552(1 g/s)%), H-2-5L+1 (5%), H-1->LUMO (2%), HOMO->L+6 (5%)
11 6.02 206 0.0280 ngmg::::g ((15023)’ HOMO->L+3 (12%), 5,142 (2%), H-1-5L+1 (3%), HOMO->L+6 (2%)
H-0-5L+1 (3%), H-7->L+1 (3%), H-6->LUMO (7%), H-4->LUMO
12 623 199 0.0114 H-5->LUMO (52%) (4%), H-4-5L+1 (5%), H-1->LUMO (2%), H-1->L+1 (5%), H-1-
>L+4 (2%), H-1->L+5 (2%)
1. 1. _ H-2->L+4 (6%), H-2->L+5 (5%), H-1->L+6 (3%), HOMO->L+4
13 625 198 0.0990 Ed:;-g‘s%s%)’ H-1->L+5 (17%), HOMO- (30, "HOMO-5L+5 (2%), HOMO->L+9 (6%), HOMO->L+11
(3%)
H1->L+2 (13%), HOMO->L+2 (10%), . o ’
14 632 196 0.0088 it o), HOMOLaa (109" H2:5L44 (2%), H-1->Ls3 (5%), HOMO->L45 (5%)
H-7->LUMO (3%), H-5->LUMO (29%), H-4->L+1 (7%), H-3->L+4
15 635 195 0.0511 H-2->L+4 (18%), H-2->L+5 (20%) (4%), H-3-5L+5 (4%), H-2->L+6 (6%), H-1->L+4 (5%), H-1->L+5
(6%), HOMO->L+5 (2%)
BCN2, iPrax
E Osc.
eV nm fStrength Mayor Contribs Minor Contribs
1 425 292 0.1845 HOMO->LUMO (94%)
2 463 268  0.0749 H-1->LUMO (72%), HOMO->L+1 (14%) HOMO->L+3 (5%)
H-2->LUMO (11%), H-1->LUMO (10%), H-1-
3 505 246 0.0768 | 1 (13%), HOMO->L+1 (57%)
4 522 238 01371 H-2->LUMO (76%), HOMO->L+1 (13%) H-1->LUMO (2%)
5 551 225  0.0137 H-1->L+1(61%) :',_if '(#xoégﬁ)éifﬂ'(%&? (3%), H-1->LUMO (9%), HOMO-
6 594 209 00445 HE>LUMO (13%), H-2->Ls1 (20%), H-1- H-9->L+1(2%), H-5->LUMO (29%), H-3->LUMO (5%), H-1->L+3
: : >L+1 (16%), HOMO->L+3 (25%) (3%)
N . H-7->LUMO (2%), H-5->LUMO (3%), H-5->L+1 (2%), H-3-
7 6.05 205  0.0083 H-6->LUMO (19%), H-2->L+1 (53%) om0 (69, e e et
H-7->LUMO (14%), H-5->LUMO (14%), H-4-
8 6.08 204 00321 >LUMO (12%), H-2-sL+1 (15%), HOMO- H-11->LUMO (3%), H-3->LUMO (6%), H-1->L+3 (6%)
SL+3 (11%)
0 614 202 00789 H7>LUMO (13%), H-4->LUMO (30%), H-11->LUMO (4%), H-6->LUMO (3%), H-5->LUMO (3%), H-3-
' : HOMO->L+3 (16%) >LUMO (5%), H-1--LUMO (3%), HOMO->L+1 (4%)
10 630 197 0005 H-5>LUMO (19%), H-1->L+3 (28%), HOMO- H-7->LUMO (4%), H-6->LUMO (9%), HOMO->L+7 (5%),
' : >L+3 (15%) HOMO->L+8 (3%)
11 632 196  0.0186 H-6->LUMO (27%), H-3->LUMO (46%) H-1-5L+3 (6%)
" " . H-7->LUMO (3%), H-4->LUMO (2%), H-4->L+1 (3%), HOMO-
12 639 194 01624 ;'('2‘:)"4‘)) (31%), H-3->LUMO (12%), H-1- ) .5 (3%), HOMO->L+3 (3%), HOMO->L+7 (4%), HOMO->L+8
(3%)
13 640 194  0.0064 HOMO->L+2 (71%), HOMO->L+4 (14%) H-1->L+2 (3%)
14 6.44 193  0.0069 H-7->LUMO (30%), H-4->LUMO (39%) :','_U,{,,?';?snf/g (4%), H-9->LUMO (3%), H-5->LUMO (5%), H-3-
15 6.64 187  0.0081 H-1->L+2 (32%), H-1->L+4 (15%) H-10->L+15 (2%), H-2->L+3 (4%), H-2->L+15 (4%), HOMO-

>L+4 (9%)
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BCN2, iPreq

E Osc.
eV nm fStrength Mayor Contribs Minor Contribs
1 405 306 0.1210 HOMO->LUMO (95%)
2 459 270  0.1007 H-1->LUMO (71%), HOMO->L+1 (18%) HOMO->L+3 (3%)
s 496 250 01653 :|L1+1>|(.£\4<)) (16%), H-1-5L+1 (10%), HOMO-
4 532 233 0.0603 H-2->LUMO (35%), H-1->L+1 (31%) :gﬁéﬂ"f& (gf,Z‘)’)’ H-1->LUMO  (4%), HOMO->L+1 (4%),
5 554 224  0.0277 H-2->LUMO (47%), H-1->L+1 (42%) HOMO->L+1 (3%)
6 591 210 00746 HE>LUMO (14%), H-1->L+1 (12%), HOMO-  H-4->LUMO (3%), H-3->LUMO (6%), H-2->LUMO (9%), H-2-
’ : >L+3 (27%) >L+1(5%), H-1->L+3 (3%), HOMO->L+5 (4%)
T H-7->LUMO (9%), H-6->LUMO (3%), H-4->LUMO (9%), H-1-
7 595 208  0.0255 H-3->LUMO (45%) P (6% HOMO-La (6%)
8 610 203  0.0281 H-6->LUMO (45%), H-3->LUMO (11%) HL7';'(';/“’;° (3%), H-5->L+1 (2%), H-1->LUMO (3%), HOMO-
>L+ o,
o ! H-2-5L+1 (3%), HOMO->L+3 (8%), HOMO->L+4 (5%), HOMO-
9 621 200  0.0568 H-1->L+3 (15%), HOMO->L+2 (40%) v By HOMOALa7 o0
10 625 198 00220 H7>LUMO (11%), H-4->LUMO (32%), H-3- H-8->LUMO (6%), H-2->L+1 (5%), H-1->L+3 (3%), HOMO->L+2
' : >LUMO (13%) (7%), HOMO->L+3 (2%)
1 626 198  oo7sa H2>Lt1 (25%), HOMO->L+2  (20%), H-d->LUMO (4%), H-1->L+2 (29%), H-1->L+3 (7%), HOMO->L+4
' : HOMO->L+3 (14%) (6%), HOMO->L+8 (3%)
" " H-3->LUMO (3%), H-1->L+3 (9%), HOMO->L+2 (3%), HOMO-
12 631 196  0.0349 H-4->LUMO (12%), H-2->L+1 (40%) DLy (8% HOMBLu7 (4% HOMO-SLa8 (6%)
- H-9->LUMO (5%), H-6->L+1 (3%), H-4->LUMO (3%), H-2->L+1
13 639 194  0.0444 H-5->LUMO (66%) (4%, HOMO 13 (290)
- L H-14->LUMO (4%), H-10->LUMO (3%), H-8->LUMO (3%), H-6-
14 650 191  0.0182 H-7->LUMO (39%), H-4->LUMO (25%) TLUMO (5%, 16, UMO (3%, H2reLUMO (3%)
15 659 188  0.0113 :'I'_l':'(';:%gso%)’ H-1->L+4 (13%), HOMO-  |o00.. 146 (5%)
BCN2, open
E Osc.
eV nm Strength Mayor Contribs Minor Contribs
f
. .| -1-> %), -> %, -9-> %,
1 377 320 0.0027 H-1->LUMO (21%), HOMO->LUMO (71%)  H-5->LUMO (4%)
2 417 298  0.0804 H-1->LUMO (66%), HOMO->LUMO (24%)  H-5->LUMO (2%), H-3->LUMO (2%)
s H-2->LUMO (22%), H-2->L+1 (48%), H-2-
475 261  0.0025 >L+2(13%) H-1-sL+1 (4%)
. H-13->LUMO (3%), H-11->LUMO (3%), H-8->LUMO (4%), H-1-
485 256  0.0157 H-5->LUMO (65%) >LUMO (6%)
5 508 244  0.0005 H-8->LUMO (65%) H-11->LUMO (4%), H-9->LUMO (9%), H-7->LUMO (4%)
6 514 241  0.0080 H-2->LUMO (48%), H-2->L+2 (33%) H-2-5L+4 (5%), H-1->L+2 (2%), HOMO->L+2 (2%)
7 520 239 0.0770 H-3->LUMO (61%), HOMO->L+1 (20%) H-7->LUMO (2%), H-3->L+1 (3%), HOMO->L+2 (3%)
8 H3-5LUMO (21%), HOMO-sL+1 (38%), H-4--LUMO (2%), H-d->L+2 (2%), H-2->L+2 (2%), H-1->L+1
531 233 0.1576 HOMO->L+2 (13%) (4%)
0 Hi-L+1  (30%), HOMO->L+3 (10%), H-3->LUMO (4%), H-2->LUMO (5%), H-2->L+2 (4%), H-i-
542 220  0.0240 HOMO->L+4 (21%) >LUMO (29%), H-1->L+2 (2%), HOMO-5L+1 (2%)
10 H-2->LUMO (17%), H-2-sL+1 (25%), H-2- H-3->LUMO (2%), H-2-5L+9 (2%), HOMO->L+1 (7%), HOMO-
551 225  0.0343 >L+2(12%), HOMO->L+2 (11%) >L+3 (3%)
1 H-4->LUMO (4%), H-4->L+1 (2%), H-3->L+1 (8%), H-2->L+1
550 222  0.0084 HOMO->L+1 (23%), HOMO->L+2 (29%) (4%), H-2->L+2 (7%), HOMO->L+4 (9%)
12 H-7->LUMO (20%), H-6->LUMO (30%), H-4- H-18->LUMO (2%), H-15->LUMO (3%), H-11->LUMO (4%), H-
573 216  0.0339 >LUMO (13%) 9->LUMO (4%), H-5->LUMO (4%)
13 598 207 0.0126 H-4-LUMO (73%) H-6->LUMO (7%), H-5->LUMO (5%), HOMO->L+2 (6%)
1 H-10->LUMO (11%), H-7->LUMO (40%), H-6- H-16->LUMO (2%), H-14->LUMO (3%), H-8->LUMO (4%), H-3-
611 203  0.0566 >LUMO (19%) >LUMO (3%), H-1-5L+1 (4%)
H-16->LUMO (79%), H-13->LUMO (5%), H-12->LUMO (4%), H-
5 9->LUMO (6%), H-7->LUMO (3%), H-6->LUMO (9%), H-5-
>LUMO (29%), H-1->L+1 (9%), HOMO->L+3 (2%), HOMO->L+4
622 199 0.0985 H-10->LUMO (27%) (3%)
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B(CN)(NC), iPrax, B-NCeq

E Osc.
eV nm Strength Mayor Contribs Minor Contribs
f
1 425 202 01807  HOMO->LUMO (94%)
2 464 267  0.0738  H-1->LUMO (71%), HOMO->L+1 (15%) HOMO->L+3 (5%)
H-2->LUMO (19%), H-1->L+1 (12%), HOMO- |, __
3 5.04 246 oosa0  AeoloS H-1->LUMO (9%)
4 518 239 01737  H-2->LUMO (67%), HOMO->L+1 (20%) H-1->LUMO (3%)
o H-6->LUMO (2%), H-2->LUMO (3%), H-1->LUMO (9%), HOMO-
5 551 225 00163  H-1->L+1 (61%) T ) oo 3 (8%
H-2-sL+1 (35%), H-1-sL+1 (14%), HOMO- H-8->LUMO (2%), H-6->LUMO (6%), H-4->LUMO (2%), H-1-
6 593 200 o004 IO a2
7 6.04 205 00305  H-6->LUMO (10%), H-2->L+1 (51%) :'Li;'(';’/”;o (6%), H-3->LUMO (5%), H-1->L+1 (7%), HOMO-
0,
- " = H-18->LUMO (2%), H-10->LUMO (5%), H-4->LUMO (4%), H-3-
8 6.07 204  0.0167 HLL;A'E;JMO,,(%%)’ H-6->LUMO (10%), H-5- | yMo (6%), H-2-L+1 (2%), H-1->L+3 (4%), HOMO->L+3
> (20%) %
o 613 202 00sss  HE>LUMO (17%), H-4->LUMO (17%), H-10->LUMO (3%), H-7->LUMO (7%), H-6->LUMO (9%), H-1-
: : HOMO->L+3 (19%) >LUMO (3%), H-1->L+3 (2%), HOMO->L+1 (4%)
" » H-8->LUMO (4%), H-6->LUMO (7%), H-5->LUMO (4%), H-4-
10 6.26 198 00456  H-3->LUMO (45%), H-1->L+3 (14%) TLUMO (37, HOMOo 13 (150 HOMO L8 (2%
)= 0 =)= O =l -
1 631 196 0.0129 :'L?J;n'g("f"g%g“’)’ H-6->LUMO (15%), H-4- 1 3 | UMO (6%), HOMO->L+3 (3%)
H-3->LUMO (16%), H-1->L+3 (39%), HOMO- H-4->LUMO (5%), HOMO->L+2 (3%), HOMO->L+3 (6%),
12 6.36 195 01934 ) 8 (11%) HOMO->L+7 (2%)
13 6.39 194 00091  HOMO->L+2 (70%), HOMO->L+4 (13%) H-1->L+2 (3%)
14 6.43 193 00306  H-7->LUMO (34%), H-5->LUMO (40%) H-10->LUMO (3%), H-3->LUMO (6%)
H-0->LUMO (2%), H-6->LUMO (7%), H-6->L+1 (3%), H-5->L+1
15 6.56 189 00029  H-8->LUMO (46%) (2%), H-4->LUMO (7%), H-3->LUMO (5%), H-3->L+1 (4%), H-2-

>LUMO (2%)

B(CN)(NC), iPreq, B-NCeq

E Osc.
eV nm fStrength Mayor Contribs Minor Contribs
1 405 306 0.185  HOMO->LUMO (95%)
2 459 270 01007  H-1->LUMO (70%), HOMO->L+1 (19%) HOMO->L+3 (3%)
H-1->LUMO (17%), H-1->L+1 (10%), HOMO-
3 497 250 01721 oS
. » H-7->LUMO (4%), H-1->LUMO (3%), HOMO->L+1 (4%),
4 530 234 00716  H-2->LUMO (41%), H-1->L+1 (25%) HOMOS L (o0
5 553 224 00215  H-2-5LUMO (39%), H-1->L+1 (47%) HOMO->L+1 (3%)
6 591 210 00925  H7->LUMO (11%), H-1->Le1 (12%), HOMO- H-2->LUMO (9%), H-2->L+1 (7%), H-1->L+3 (4%), H-1->L+8
' : >L+3 (32%) (3%), HOMO->L+5 (4%)
. H-12->LUMO (2%), H-8->LUMO (8%), H-6->LUMO (6%), H-5-
7597 208 0.0095  H-4->LUMO (52%) >LUMO (6%), H-3-=LUMO (3%), HOMO->L+3 (3%)
- L H-11-5L+1 (3%), H-6->LUMO (2%), H-5->L+1 (4%), H-1-
8 6.10 203 00319  H-7->LUMO (46%), H-4->LUMO (10%) UM (45 oM s (850
! H-1->L+3 (8%), HOMO->L+3 (6%), HOMO->L+4 (6%), HOMO-
9 621 200  0.0245  HOMO->L+2 (56%) Ts o) HOMOALrs (3o
- o  H-10->LUMO (2%), H-8->LUMO (3%), H-7->L+1 (2%), H-6-
10 6.25 198 0.0799 :'Li;'auz"’}c)’ ﬂg{;)(’)_'::s'(ﬁ,f/1)5%)’ HOMO- | UMO (3%), H-4->LUMO (6%), H-3->LUMO (3%), H-2->L+1
o) e (2%), HOMO->L+4 (7%), HOMO->L+8 (9%)
1 626 198 0025  HE->LUMO (11%), H-3->LUMO (24%), H2- H-10->LUMO (2%), H-7->LUMO (6%), H-5->LUMO (4%), H-4-
' : >L+1 (25%) >LUMO (5%), H-1->L+3 (2%), HOMO->L+3 (4%)
12 6.29 197 00040  H-3->LUMO (26%), H-2->L+1 (43%) H-1-5L+3 (5%), HOMO->L+2 (2%), HOMO->L+8 (4%)
13 634 196 0098  H-8>LUMO (11%), H-5->LUMO (31%), H-3- H-4->LUMO (4%), H-1->L+3 (5%), HOMO->L+3 (3%), HOMO-
' : >LUMO (17%) >L+5 (2%), HOMO->L+8 (8%)
14 6.4 12 0000  H-6->LUMO (41%), H-5->LUMO (17%), H-3- H-14->LUMO (3%), H-10->LUMO (5%), H-9->LUMO (3%), H-2-
: : >LUMO (13%) >LUMO (2%), H-2-5L+1 (2%)
15 6.58 188 00074  H1->L#2 (49%), H-1->Led (12%), HOMO- oy 1 46 (5%)

>L+4 (18%)
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B(CN)(NC), iPreq, B-NCax

E Osc.
eV nm fStrength Mayor Contribs Minor Contribs
1 405 306  0.1266  HOMO->LUMO (95%)
2 459 270 01094  H-1->LUMO (73%), HOMO->L+1 (16%) HOMO->L+3 (3%)
3 497 250 01654  H-1->LUMO (15%), HOMO->L+1 (71%) H-1->L+1 (9%)
H-3->LUMO (18%), H-2->LUMO (29%), H-1- H-6->LUMO (2%), H-1->LUMO (3%), HOMO->L+1 (2%),
4 529 234 00543 |1 (23%) HOMO->L+3 (7%)
H-3->LUMO (18%), H-2->LUMO (18%), H-1- )
5 551 225 oot3  LoToos HOMO->L+1 (4%)
6 5.87 211 0.0254  H-3->LUMO (47%), H-2->LUMO (28%) EL7+3>I(-4:J/N;O (2%), H-4->LUMO (2%), H-1->L+1 (3%), HOMO-
7 592 209 00563 H5>LUMO (10%), H-4->LUMO (17%), H-2- H-6->LUMO (8%), H-2->L+1 (3%), H-1->L+1 (9%), HOMO->L+5
' : >LUMO (12%), HOMO->L+3 (21%) @%)
N ) H-6->LUMO (8%), H-5->LUMO (3%), H-3->LUMO (7%), H-2-
8 596 208 0.0445  H-4->LUMO (32%), HOMO->L+3 (16%) Um0 (ro oy rn (oo e o)
- " . H-10->L+1 (3%), H-8->LUMO (4%), H-6->LUMO (8%), H-5-
9 611 203 0.0078 :IL7UI\>III3J(I\4I:5)°/()14%), H-5->LUMO (22%), H-4- ) |1 (3%), H-4-5L+1 (2%), H-1->LUMO (3%), H-1->L+1 (2%),
°. HOMO->L+3 (3%)
10 6.22 199 0.0303  HOMO->L+2 (58%), HOMO->L+5 (10%) :'I'_l'g'(';;)(s"/")’ HOMO->L+4 (9%), HOMO->L+7 (2%), HOMO-
H-2-sL+1 (12%), H-1->L+3 (16%), HOMO-
11 6.25 198 01301  >L+2 (10%), HOMO-sL+3 (27%), HOMO- H-3->L+1 (9%), HOMO->L+4 (2%)
>L+8 (11%)
12 6.29 197 0.0136 (":'13;/;"*1 (24%), H-2->L+1 (33%), H-1->L43 6005142 (4%), HOMO->L+5 (2%), HOMO->L+8 (8%)
13 6.38 194 0.0385 :ILLOM%I(%;)%Z?-; T_‘Jﬁé‘m%”%)’ H-6- |1 17-5LUMO (2%), H-5->LUMO (3%), H-3->LUMO (2%)
" - H-12->LUMO (5%), H-10->LUMO (3%), H-0->LUMO (9%), H-8-
14 6.49 191 0.0103  H-6->LUMO (31%), H-5->LUMO (30%) R e A
15 6.58 188 00127  M1->L+2 (49%), H1->L+d (12%), HOMO- paye ) 16 (5%)

>L+4 (21%)

B(CN)(NC), iPrax, B-NCax

E Osc.
eV nm fStrength Mayor Contribs Minor Contribs
1 426 201 01939  HOMO->LUMO (94%)
2 464 267  0.0780  H-1->LUMO (73%), HOMO->L+1 (13%) HOMO->L+3 (5%)
3 506 245 00593  H-2->LUMO (17%), H-1->L+1 (13%), HOMO- g ) ym0 (2%), H-1->LUMO (8%)
>L+1 (52%)
4 547 240 01368  H-2->LUMO (64%), HOMO->L+1 (17%) H-3-LUMO (7%), H-1->LUMO (3%)
o H-5->LUMO (2%), H-1->LUMO (9%), HOMO->L+1 (8%),
5 551 225  0.0165  H-1->L+1 (60%) MO L (s
6 5.83 213 0.0140  H-3->LUMO (78%), H-2->LUMO (10%) H-8->LUMO (3%), H-1->L+1 (2%)
2 506 208 o421 HZ>LH1 (33%), HA->Le1 (12%), HOMO- H-10->L+d (2%), H-5->LUMO (6%), H-4->LUMO (5%), H-2-
' : >L+3 (24%) >LUMO (2%), H-1->L+3 (2%)
& 602 206 00131  HE>LUMO (11%), H5>LUMO (13%), H2- H-8->L+1 (3%), H-d->LUMO (8%), H-3->Ls1 (7%), H-1->L+1
' : >L+1 (39%) (6%), HOMO->L+3 (2%)
o 612 203 o0o7gs  H4>LUMO (16%), H2->L+1 (12%), HOMO-  H-6->LUMO (6%), H-5->LUMO (7%), H-1->LUMO (4%), H-1-
: : >L+3 (26%) >L+3 (8%), H-1->L+8 (2%), HOMO->L+1 (4%)
- " H-18->LUMO (3%), H-12->LUMO (6%), H-9->LUMO (4%), H-8-
10 6.18 201  0.0069  H-6->LUMO (39%), H-4->LUMO (17%) TLUMO (4%, 117 L UG (5 Hoae L UMO (5%
o ! H-10->LUMO (2%), H-8->LUMO (3%), H-5->LUMO (3%), H-4-
11 633 196 04702  H-1->L+3 (47%), HOMO->L+3 (17%) T 3 oMo o), HoMOst s 5%
12 6.40 194 00111  HOMO->L+2 (70%), HOMO->L+4 (13%) H-1-5L+2 (3%)
13 643 193 0.0706 :'I'_su';ﬂ'gj("gg%gs%)’ H-5->LUMO (27%), H-4- | o) UMO (4%), H-1-5L+3 (5%), HOMO->L+2 (3%)
o __ H-10->LUMO (5%), H-8->L+1 (3%), H-6->LUMO (2%), H-4-
14 653 190 00408  H-7->LUMO (26%), H-3->L+1 (46%) TLUVO (290, oo e
15 6.59 188 00038  H-7->LUMO (40%), H-3->L+1 (28%) H-10->LUMO (8%), H-8->LUMO (5%), H-2->L+1 (4%)
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B(CN)NC), open

Osc.
eV nm fStrength Mayor Contribs Minor Contribs
1 396 313 00737  H-1->LUMO (28%), HOMO->LUMO (62%)  H-5->LUMO (4%)
2 435 285  0.0592  H-1->LUMO (59%), HOMO->LUMO (32%)  H-3->LUMO (2%)
3 481 258 0.0020  H-2-5L+1 (58%), H-2-5L+2 (18%) H-2->LUMO (7%), H-1->L+1 (4%)
4 506 245  0.0131  H-5->LUMO (64%) :',_3?;‘.}/:;“ 0 (5%), H1->LUMO (4%), H-1->L+1 (2%), HOMO-
H-2->LUMO (12%), HOMO-sL+1 (43%),
5 524 237 0.1670 HOI\ITO->L+2 (£3%;) >l (3%), Y gsle2 (3%), H-3-5L41 (3%), H-2-5L+1 (4%), H-2->L+2 (7%)
-2- o 0. o, -
6 526 236 0.0688 :'L2+ e '(%"4? (23%), H-2->L+2 (35%), HOMO- 5 ) MO (3%), H-2-5L+3 (4%)
o » H-8->LUMO (3%), H-6->LUMO (5%), H-3->LUMO (4%), H-3-
7 537 231 oo01a1  [A0>LUMO  (11%),  H-A->Lat  (25%), ) 4 (3%), H-1->LUMO (3%), H-1->L+11 (2%), HOMO->L+2
HOMO->L+4 (23%) 2
& 539 230 00143 H10->LUMO (19%), H-6->LUMO (28%), H-3- H-12->LUMO (3%), H-11->LUMO (3%), H-9->LUMO (2%), H-7-
: : >LUMO (17%) >LUMO (3%), H-1->L+1 (6%), HOMO->L+4 (3%)
o - H-5->LUMO (4%), H-2->LUMO (5%), H-1->L+1 (5%), HOMO-
9 549 226 0.0074  H-10->LUMO (10%), H-3->LUMO (53%) T B HOMDLaa (5%)
H-2->LUMO (15%), HOMO-L+1 (19%), H-d->L+1 (2%), H-3->L+1 (5%), H-2-5L+1 (5%), HOMO->L+4
10 557 223 ooss  AIAUNO Se s
H-12->LUMO (2%), H-11->LUMO (3%), H-10->LUMO (8%), H-
11 561 221 0.0063  H-6->LUMO (20%), H-2->LUMO (13%) 7->LUMO (2%), H-3->LUMO (8%), H-2->L+1 (8%), H-2->L+2
(8%), HOMO-5L+1 (2%), HOMO->L+2 (6%), HOMO->L+4 (3%)
o o . H-12->LUMO (2%), H-11->LUMO (2%), H-7->LUMO (7%), H-3-
12 563 220 00173 HLL"M’(;'l(Jz"fS/’)“O%)’ H-6->LUMO (22%), H2- ) |4 (29%), H-2-5Li1 (7%), H-2->L+2 (6%), HOMO->L+1 (3%),
> °. HOMO->L+2 (2%), HOMO->L+4 (2%)
" L H-9->LUMO (3%), H-7->LUMO (9%), H-6->LUMO (3%), H-1-
13 6.2 203 01423  H-8->LUMO (12%), H-4->LUMO (34%) T O e 1 ot HOMOY 4 o
H-4->LUMO (37%), H-1->L+1 (23%), HOMO-
14 6.20 200 ode2e O o H-1->L+4 (3%)
H-8->LUMO (11%), H-7->LUMO (15%), H-4-
15 6.24 199 0.0263  >LUMO (17%), H-1-sL+1 (16%), HOMO- H-9->LUMO (4%), H-6->LUMO (9%), H-5->LUMO (4%)

>L+4 (13%)
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tBuBBN, closed

2.1.3. List of Computed optical transitions of vinyl-boranes

E Osc.
eV nm Strength Mayor Contribs Minor Contribs
f
1 3.69 336 0.0522 HOMO->LUMO (92%) H-2->LUMO (2%), H-1->LUMO (3%)
2 H-2->LUMO  (10%), H-1->LUMO
403 308 0.0377 (81%) HOMO->LUMO (5%)
3 H-2->LUMO  (76%), H-1->LUMO
4.37 284 0.0540 (11%) H-3->LUMO (2%), HOMO->L+1 (3%)
4 H-3->LUMO  (11%), HOMO->L+1
4.51 275 0.0082 (72%) H-4->LUMO (3%), H-2->LUMO (3%), H-2->L+1 (2%)
5 H-3->LUMO (40%), H-1->L+1 (23%),
4.74 261 0.1028 HOMO->L+1 (19%) H-4->LUMO (3%), H-2->L+1 (4%)
6 4.83 257 0.1044 H-3->LUMO (33%), H-1->L+1 (49%) H-4->LUMO (6%)
7 H-5->LUMO (5%), H-3->L+1 (2%), H-2->L+1 (3%),
5.03 247 0.0166 H-4->LUMO (52%), H-1->L+1 (18%) HOMO->L+4 (3%)
H-8->LUMO (2%), H-6->LUMO (2%), H-4->LUMO (9%),
8 H-3->LUMO (3%), H-3->L+1 (4%), H-1->L+1 (3%),
5.14 241 0.0620 H-2->L+1 (53%) HOMO->L +4 (6%), HOMO->L+5 (4%)
H-4->LUMO (12%), H-2->L+1 (20%),
9 HOMO->L+4 (20%), HOMO->L+5 H-6->LUMO (3%), H-5->LUMO (3%), H-4->L+1 (2%), H-3-
5.26 236 0.2029 (12%) >LUMO (2%), H-1->L+1 (4%), HOMO->L+6 (5%)
10 H-6->LUMO  (11%), H-5->LUMO H-4->LUMO (3%), H-4->L+1 (5%), H-2->L+4 (3%),
5.49 226 0.0258 (32%), HOMO->L+4 (14%) HOMO->L +2 (5%), HOMO->L+5 (5%)
n 5.55 223 0.0101 H-3->L+1 (75%) H-2->L+1 (7%), HOMO->L+2 (5%), HOMO->L+5 (3%)
12 HOMO->L+2 (55%), HOMO->L+5
5.57 223 0.0291 (10%) H-3->L+1 (8%), H-1->L+5 (3%), HOMO->L+7 (6%)
H-2->L+4 (5%), H-2->L+5 (6%), H-1->L+2 (3%), H-1->L+3
13 H-5->LUMO (11%), H-1->L+4 (19%), (3%), H-1->L+6 (4%), HOMO->L+2 (5%), HOMO->L+4
5.71 217 0.0533 H-1->L+5 (12%) (4%), HOMO->L+5 (4%)
H-4->L+1 (5%), H-3->L+5 (2%), H-1->L+4 (3%), H-1->L+7
14 (3%), H-1->L+10 (3%), HOMO->L+2 (5%), HOMO->L+3
(4%), HOMO->L+7 (6%), HOMO->L+8 (4%), HOMO-
5.77 215 0.0169 H-5->LUMO (21%), H-1->L+2 (11%) >L+10 (9%)
15 H-5->LUMO (13%), H-1->L+2 (32%),
5.80 214 0.0032 HOMO->L+3 (20%) H-6->LUMO (4%), H-4->L+1 (4%), H-1->L+4 (4%)
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tBuBBN, open

E Osc.
eV nm Strength Mayor Contribs Minor Contribs
f
1 H-2->LUMO (15%), HOMO->LUMO H-4->5L+1 (2%), H-3->LUMO (7%), H-3->L+1 (4%), H-2-
4.68 265 0.0537 (32%) >L+1 (7%), H-1->LUMO (8%), HOMO->L+1 (7%)
2 H-2->LUMO (34%), H-2->L+1 (15%),
4.73 262 0.0193 HOMO->LUMO (22%) H-3->LUMO (2%), H-1->LUMO (6%)
3 H-5->L+1 (20%), H-4->LUMO (15%), H- H-5->LUMO (9%), H-5->L+3 (8%), H-4->L+3 (9%), H-1-
4.85 256 0.0066 4->L+1 (19%) >L+1 (4%)
4 HOMO->LUMO (25%), HOMO->L+1
5.01 248 0.1656 (53%) H-1->LUMO (5%)
H-5->LUMO (4%), H-4->LUMO (3%), H-4->L+1 (3%), H-
5 H-1->LUMO (15%), H-1->L+1 (27%), 1->L+3 (2%), H-1->L+14 (2%), HOMO->L+3 (3%),
5.18 239 0.0525 HOMO->L+7 (13%) HOMO->L+8 (4%)
H-5->LUMO (8%), H-5->L+3 (5%), H-4->L+3 (9%), H-3-
6 sL+1 (3%), H-1->L+1 (4%), H-1->L+3 (4%), HOMO-
5.37 231  0.0159 H-1->LUMO (11%), HOMO->L+3 (20%) >LUMO (7%), HOMO->L+1 (5%), HOMO->L+4 (3%)
H-5->LUMO (7%), H-1->LUMO (4%), HOMO->LUMO
7 H-5->L+3 (16%), H-4->LUMO (13%), H- (3%), HOMO->L+1 (2%), HOMO->L+4 (2%), HOMO-
5.42 229 0.0105 4->L+3 (15%), HOMO->L+3 (10%) >L+7 (2%)
8 H-3->LUMO (29%), HOMO->L+1 H-4->LUMO (4%), H-3->L+1 (4%), H-2->LUMO (7%), H-
5.51 225 0.1292 (14%), HOMO->L+3 (17%) 1->LUMO (2%), HOMO->L+4 (3%)
9 H-3->LUMO (24%), H-2->LUMO (13%), H-1->L+1 (3%), HOMO->L+1 (7%), HOMO->L+3 (7%),
5.68 218 0.0680 H-1->LUMO (29%) HOMO->L+4 (2%)
10 H-5->LUMO (10%), H-4->LUMO (14%), H-6->LUMO (3%), H-5->L+1 (5%), H-4->L+1 (7%), H-2-
5.84 212 0.0460 H-1->L+1 (30%) >LUMO (2%), H-1->LUMO (5%), H-1->L+7 (3%)
1 H-4->LUMO (2%), H-4->L+1 (2%), H-2->LUMO (2%), H-
5.96 208 0.1872 H-3->L+1 (21%), H-2->L+1 (32%) 1->L+1 (6%), HOMO->L+7 (7%)
H-5->LUMO (2%), H-4->L+1 (3%), H-3->L+1 (6%), H-2-
12 >sLUMO (4%), H-1->LUMO (6%), H-1->L+1 (3%),
H-2->L+1 (11%), HOMO->L+2 (20%), HOMO->L+3 (7%), HOMO->L+5 (3%), HOMO->L+8
6.03 205 0.1446 HOMO->L+7 (14%) (2%)
H-1->L+1 (2%), H-1->L+4 (2%), HOMO->L+3 (7%),
13 HOMO->L+2 (46%), HOMO->L+6 HOMO->L+4 (5%), HOMO->L+7 (3%), HOMO->L+8
6.12 203 0.0404 (13%) (5%)
H-8->LUMO (2%), H-8->L+3 (4%), H-6->L+1 (9%), H-5-
14 >LUMO (2%), H-3->LUMO (3%), H-3->L+1 (3%), H-2-
>LUMO (3%), H-2-5L+1 (7%), H-1->L+7 (3%), HOMO-
6.23 199 0.0288 H-6->LUMO (17%), H-1->L+3 (10%) >L+1 (3%), HOMO->L+3 (9%), HOMO->L +4 (8%)
H-1->L+4 (9%), H-1->L+5 (3%), H-1->L+8 (5%), H-1-
15 H-1->L+1 (10%), H-1-5L+3 (13%), H-1- >L+9 (2%), HOMO->L+3 (3%), HOMO->L+5 (2%),
6.26 198 0.0581 >L+7(22%) HOMO->L+13 (5%), HOMO->L+14 (4%)
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SiBPF, closed

E Osc. Mayor Contribs Minor Contribs
eV nm__ Strength f
1 412 301 0.0706 HOMO->LUMO (86%) HOMO->L+1 (5%)
2 4.66 266 0.0354 H-4->LUMO (10%), H-1->LUMO (51%), H-5->LUMO (5%), H-3->LUMO (2%), H-2->LUMO (8%)
HOMO->L+1 (11%)
3 471 263 0.0113 H-1->LUMO (35%), HOMO->L+1 (33%) H-4->LUMO (8%), H-2->LUMO (2%), HOMO->LUMO (8%)
4 4.83 257 0.0768 H-4->LUMO (13%), H-2->LUMO (26%), H-5->LUMO (4%), H-3->LUMO (3%), H-1->LUMO (4%)
HOMO->L+1 (35%)
5 5.07 244 0.0093 H-4->LUMO (20%), H-2->LUMO (56%) H-5->LUMO (4%), H-3->LUMO (4%), HOMO->L+3 (3%)
6 512 242 0.0182 H-1->L+1 (36%) H-4->LUMO (5%), H-1->LUMO (3%), H-1->L+2 (3%), H-1-
>L+3 (5%), H-1->L+7 (2%), HOMO->L+2 (6%), HOMO->L+3
(9%)
7 521 238 0.0656 H-4->L+1 (19%), H-2->L+1 (15%) H-9->LUMO (3%), H-6->LUMO (4%), H-5->L+1 (3%), H-4-
>L+3 (2%), H-3->L+1 (4%), HOMO->L+1 (2%), HOMO->L+2
(3%), HOMO->L+3 (7%), HOMO->L+7 (6%)
8 5.32 233 0.0745 H-2->L+1 (10%), H-1->L+1 (16%), H-5->LUMO (3%), H-4->LUMO (7%), H-2->L+3 (4%), H-2-
HOMO->L+3 (14%) >L+7 (4%), H-2-5L+12 (3%), H-1->L+16 (4%), HOMO->L +2
(7%)
9 5.39 230 0.0339 H-5->LUMO (34%), H-4->LUMO (15%) H-10->LUMO (4%), H-6->LUMO (4%), H-3->LUMO (2%), H-
3->5L+5 (4%), H-3->L+6 (3%), H-2->L+1 (4%)
10 541 229 0.0173 H-5->LUMO (11%), H-3->LUMO (10%), H-5->L+9 (3%), H-5->L+10 (3%), H-4->L+9 (3%), H-4-
H-3->L+5 (15%) >L+10 (3%), H-3->L+1 (3%), H-3->L+2 (8%), H-3->L+3
(4%), H-3->L+6 (9%)
11 541 229 0.0593 H-1->L+1 (15%), HOMO->L+3 (11%) H-5->L+1 (3%), H-4->L+1 (5%), H-2->L+2 (2%), H-2->L+3
(4%), H-2-5L+7 (7%), H-2->L+12 (5%), H-1->L+16 (4%),
HOMO->L +1 (4%), HOMO->L+2 (7%), HOMO->L+7 (2%)
12 5,50 225 0.0007 H-4->LUMO (11%), H-3->LUMO (65%) H-3->L+2 (4%), H-3->L+5 (3%), H-3->L+6 (2%)
13 5.58 222 0.0205 H-2->L+1 (17%), H-1->L+3 (12%) H-5->LUMO (3%), H-4->L+1 (8%), H-2->L+5 (2%), H-2-
>L+8 (3%), H-2->L+11 (2%), H-1->L+1 (7%), H-1->L+2
(4%), HOMO->L+2 (4%), HOMO->L+6 (5%), HOMO->L+7
(4%)
14 559 222 0.0197 H-5->LUMO (13%), H-2->L+1 (11%) H-10->LUMO (7%), H-6->L+1 (2%), H-4->L+1 (4%), H-4-
>L+2 (3%), H-4->L+3 (5%), HOMO->L+1 (5%), HOMO->L+6
(3%), HOMO->L+7 (9%)
15 5.64 220 0.0472 H-6->LUMO (19%), H-2->L+1 (10%) H-9->LUMO (5%), H-7->LUMO (5%), H-5->LUMO (7%), H-

4-5L+1 (3%), H-2-5L+2 (4%), H-1->L+1 (7%), H-1->L+2
(5%), H-1->L+3 (9%)
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SiBPF, open

E Osc. Mayor Contribs Minor Contribs
eV nm__ Strength f
1 3.35 370 0.0319 H-1->LUMO (19%), HOMO->LUMO H-10->LUMO (2%)
(69%)
2 4.02 309 0.0458 H-1->LUMO (65%), HOMO->LUMO H-3->LUMO (5%)
(23%)
3 4.38 283 0.1967 H-3->LUMO (43%), H-2->LUMO (36%) H-4->LUMO (8%), H-1->LUMO (5%)
4 4.49 276 0.0573 H-3->LUMO (24%), H-2->LUMO (58%) H-5->LUMO (4%), H-4->LUMO (5%)
5 459 270 0.0228 H-5->LUMO (79%) H-4->LUMO (7%)
6 4.62 268 0.1423 H-6->LUMO (83%) H-10->LUMO (2%)
7 4.69 264 0.0132 H-10->LUMO  (20%), H-8->LUMO H-11->LUMO (8%), H-2->LUMO (3%), H-1->LUMO (4%)
(23%), H-7->LUMO (15%)
8 4.76 261 0.0065 H-4->LUMO (11%), H-4->L+1 (28%), H- H-4->L+2 (3%), H-4->L+7 (2%), H-3->L+8 (5%), H-1->L+1
4->L+8 (12%), H-3->L+1 (11%) (5%)
9 5.01 248 0.1157 HOMO->L+1 (60%) H-1->L+1 (4%), H-1->L+3 (2%), HOMO->L+2 (4%),
HOMO->L+4 (3%), HOMO->L+10 (3%)
10 5.10 243 0.1396 H-1->L+1 (40%), HOMO->L+1 (17%) H-4->LUMO (5%), H-1->L+3 (2%), HOMO->L+3 (2%),
HOMO->L+4 (2%), HOMO->L+7 (2%), HOMO->L+10
(4%)
11 5.19 239 0.0465 H-8->LUMO (51%), H-7->LUMO (17%) H-12->LUMO (5%), H-10->LUMO (6%), H-4->LUMO (3%)
12 527 235 0.0097 H-7->LUMO (31%), H-4->LUMO (18%) H-11->LUMO (2%), H-10->LUMO (9%), H-4->L+1 (6%),
H-3->LUMO (7%)
13 5.30 234 0.0217 H-10->LUMO  (11%), H-7->LUMO H-12-5>LUMO (2%), H-11->LUMO (2%), H-8->LUMO
(14%), H-4->L+1 (10%) (7%), H-4->LUMO (8%), H-4->L+3 (4%), H-4->L+4 (3%),
H-3->L+1 (5%), HOMO->L+4 (2%)
14 5.40 230 0.0037 H-2->5L+3 (15%), H-2->L+4 (13%) H-3->L+10 (2%), H-3->L+12 (2%), H-2->5L+2 (2%), H-2-
>L+7 (6%), H-2->L+12 (2%), H-1->L+8 (4%), H-1->L+10
(3%), HOMO->L+3 (6%), HOMO->L+10 (3%), HOMO-
>L+12 (4%)
15 5.46 227 0.0193 H-7->LUMO (12%), HOMO->L+3 H-7->5L+1 (5%), H-4->LUMO (2%), H-1->L+4 (4%), H-1-

(14%), HOMO->L+8 (17%)

>L+7 (4%), HOMO->L+1 (3%), HOMO->L+2 (3%),
HOMO->L+6 (4%)
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SiBMes2 closed

eV Enm gtsrg-ngth § Mayor Contribs Minor Contribs
1 402 308  0.1287 :":,3;/;"”""0 (27%),  HOMO->LUMO 7 .| UMO (79%), H-1->L+1 (4%), HOMO->L+1 (8%)
2 420 206  0.1438 :"3'11;/;""""0 (47%),  HOMO->LUMO 4 ) .1 (3%), HOMO->L+1 (4%)
H-3->LUMO (18%), H-2->LUMO (44%), .,
3 461 260 00330 37U H-2->L+1 (2%)
H-4->LUMO (10%), H-3->LUMO (23%), ., o
s a8 265 00161 [l O H-2-5L+4 (2%), H-1->L+1 (7%)
N N o H10-5L41 (2%), H-9->L+1 (6%), H-9->L+2 (2%), H-8-
5 474 262  0.0068 HLG 1"('1*110/(;5°/°)’H 3->LUMO (14%), H-3- ) .17 (2%), H-7->LUMO (5%), H-6->LUMO (3%), H-6-
> . >L+2 (6%), H-2->L+1 (2%), H-1->L+1 (4%)
6 478 259  0.0175 H-4->LUMO (45%) :ILtlTnLc;25°(/Sc,%|2|’-3|:l>t>1l'(+4%4,§4°/°)’ H-4->L+4 (4%), H-3-
. . . H-7->LUMO (2%), H-6->LUMO (9%), H-5->L+4 (4%), H-4-
7 488 254 00247 H6>L+1(11%), H-5->LUMO (10%), H-1- ) |80/ "H.3.01 +1 (6%), H-1-5L+4 (3%), HOMO->L+1
>L+1 (16%) (5%)
8 500 248  0.2890 H-7->LUMO (13%), H-5->LUMO (37%) EL{,;,,LC;};?{ 345}',.55?:[11‘?;@3;,ﬂgﬁéi“ﬁ?‘,‘f;ﬁ;z; H-1-
H-11->LUMO (3%), H-6->LUMO (5%), H-5->LUMO (8%),
= H-5->L+1 (5%), H-3->LUMO (3%), H-3->L+1 (4%), H-1-
508 244 0.1035 H-7->LUMO (29%) >L+1 (6%), H-1->L+4 (5%), HOMO->L+2 (3%), HOMO-
>L+4 (3%)
H-9->L+2 (4%), H-6->LUMO (7%), H-5->L+1 (3%), H-3-
o . o, 1. 0, ER
10 519 239 0.0099 H-6->L+2 (11%), H-1->L+2 (14%) e onioLute e, oMot tr Howo,
>L+4 (3%)
H-12-5LUMO (2%), H-11->L+2 (2%), H-10->L+2 (3%), H-
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Figure S44. "H NMR-spectrum of SiBMeszin CsDs (*).
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*Signal is superimposed by solvent peak
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Figure S45. '"H NMR-spectrum of SiBMes; in CD2Cla.
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Figure S46. UDEFT-'3C NMR-spectrum of SiBMes; in CD2Cl2.
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