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Figure S1. UV-spectrum of 1 in the CH3CN
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Figure S2. UV-spectrum of 2 in the CH3CN
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Table S1

Optimized coordinates for complex 1
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C 1.49949717 0.28498388 1.68212075
C 0.82814364 -0.58158546 2.53533486
C 1.39600563 -1.85453682 2.79517774
C 2.59598527 -2.26494038 2.22693550
C 5.16449755 -0.68482962 -0.06613558
C 4.56939671 0.58023297 -0.30097895
C 3.34234788 0.85775728 0.28803980
C 2.73127624 -0.13550496 1.10547353
C 3.31286052 -1.39763677 1.35562916
C 4.56571111 -1.65332815 0.73111182
H -0.11365154 -0.30577092 3.00665989
H 0.86948762 -2.53102625 3.46904662
H 2.99805037 -3.25318665 2.45588518




6.12939839 -0.89900037 -0.52660030
5.07956253 1.30701338 -0.93085073
1.31859948 1.67845110 1.25951302
5.06091633 -2.61315327 0.88785401
2.47997391 2.03917528 0.38767544
0.39700200 2.58232560 1.47031306
2.52719007 3.24574878 -0.11952918
3.36485338 3.49307018 -1.24979672
3.14239641 2.75925117 -2.42771807
3.91949993 3.00151724 -3.56041509
4.93882247 3.96662797 -3.54812429
5.14463989 4.69330499 -2.36009178
4.36230899 4.47951454 -1.22596453
2.35495487 2.00372070 -2.45513635
3.72638240 2.43013844 -4.47078915
-3.08291425 2.63994048 4.49855209
5.93082692 5.45044179 -2.32444508
4.52549156 5.05918329 -0.31897775
-0.88396120 2.16880375 1.94542026
-1.62756847 1.25187964 1.18344024
-2.88765100 0.84099037 1.61834881
-3.43473392 1.32190484 2.81840940
-2.67942453 2.24773957 3.56257090
-1.42715086 2.68456460 3.13224204
-1.21786695 0.86872209 0.24746904
-3.45518767 0.13223647 1.01176924
-0.85899300 3.40722990 3.71549818
5.77996419 4.22862203 -4.77234435




H 5.65325832 5.26361666 -5.12334673
H 6.84931812 4.09100356 -4.55417174
H 5.50776507 3.55472882 -5.59445150
C -4.79323502 0.86942710 3.29277269

H -5.22564214 0.12503458 2.61262169

H -4.73261478 0.42341174 4.29667613

H -5.49116223 1.71739662 3.35925127

Vv 1.22777828 4.56611678 1.02730309

cl -0.73695225 5.62874640 1.71604579

cl 1.95711343 6.48817315 -0.08852802
o -0.07297528 4.27987587 -0.93738115
H 0.28286596 3.77310930 -1.69321537
H -0.97033546 3.92367180 -0.78653601
0} 2.14721256 4.58646759 2.34394862

0] -0.07297528 4.27987587 -0.93738115
H 0.28286596 3.77310930 -1.69321537
H -0.97033546 3.92367180 -0.78653601
0] 2.14721256 4.58646759 2.34394862

Table S2

Optimized coordinates for complex 2

C 1.33367067 0.20249808 1.58707061

C 0.66296821 -0.65339698 2.45204617

C 1.22499187 -1.92723175 2.71743735

C 2.42107283 -2.34592104 2.14797466

C 4.98403324 -0.80747110 -0.17868367
C 4.39374949 0.45715243 -0.42624750
C 3.17060530 0.74775374 0.16473201




2.56232464 -0.22702458 1.00721721
3.13958115 -1.48877267 1.26826561
4.38441756 -1.76093710 0.63509676
-0.27704217 -0.37041820 2.92157391
0.69555779 -2.59848529 3.39396413
2.81787215 -3.33569520 2.37914830
5.94218416 -1.03497054 -0.64639531
4.90365642 1.17465520 -1.06692792
1.13195914 1.57279176 1.11002881
4.87201070 -2.72366198 0.79718079
2.27611281 1.90558947 0.19109568
0.26040957 2.50561669 1.36083579
2.29269204 3.09034835 -0.34410533
3.35999451 3.50236464 -1.21221065
3.50412067 2.96707796 -2.51186470
4.55859859 3.46724870 -3.29535118
5.43191983 4.44782955 -2.82286876
5.25655085 4.97558688 -1.53870094
4.21031694 4.51472711 -0.74200116
3.00479654 0.90352578 -2.93594949
4.68520472 3.07432112 -4.30649778
-2.38071204 2.90539803 5.12220143
5.92309631 5.75218189 -1.16173394
4.03981647 4.92732843 0.25238557
-0.89965373 2.20636759 2.15308320
-1.89055275 1.38658452 1.59177260
-3.06175632 1.12007321 2.30102380
-3.23637018 1.66964301 3.57497593




C -2.24090505 2.48130334 4.12587221
C -1.05635745 2.77700062 3.43309703
H -1.73993663 0.97231923 0.59405220
H -3.83274007 0.48986068 1.85616350
H 0.92803010 3.06178910 4.24610003
H 6.23884077 4.81030193 -3.46149176
H -0.31030589 3.47131056 -2.13374264
H -1.38676496 3.07262939 -1.11925212
0] 1.38281226 5.26808061 1.30401988
H -4.14843023 1.46894224 4.13933490
0] -0.47531574 2.83443214 -1.40084697
Cl 0.82559926 5.57085008 -1.76885612
Cl -1.62861936 4.97496106 0.51736001
\ 0.62288256 4.33929064 0.23556063
C 2.58696130 1.91228577 -3.08070455
H 1.59511532 1.92363791 -2.61454586
H 2.46378770 2.06073152 -4.16116962
C 0.01281979 3.64002571 4.04747534
H 0.29552470 4.46207972 3.37413049
H -0.33296977 4.06534528 4.99732663




