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Figure S1. Cyclic voltammograms of porphyrins le, 2e and 3e recorded in 0.1 M BuyNPF4 1,2-
dichloroethante electrolyte (sample concentration = 1 mM; scan rate = 100 mV s’!; glassy carbon working
electrode; Ag-wire reference electrode; Pt wire counter electrode).
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Figure S2. Cyclic voltammogram of the bridge intermediate (inset) recorded in 0.1 M Buy,NPF¢ 1,2-
dichloroethante electrolyte (sample concentration = 1 mM; scan rate = 100 mV s™!; glassy carbon working
electrode; Ag-wire reference electrode; Pt wire counter electrode).

Table 1. Cartesian coordinates of geometry optimized structure for 1a.

# | atom X Y Z
1|C 7.15915 -20.5499 -3.67814
2| C 5.925424 -19.7987 -3.74082
3|C 5.769979 -19.3936 -5.0309
4 (H 5.274987 -19.5937 -2.90396
5(C 6.906534 -19.8942 -5.77202
6N 7.741565 -20.5862 -4.9252
71C 8.27371 -20.072  -7.85747
8|C 8.45485 -19.9081 -9.28292
9 (N 9.37435 -20.7001 -7.32093
10| C 9.671352 -20.4339  -9.59327
11| C 10.24684 -20.9264 -8.36174
12 [ H 10.13135 -20.4971 -10.5679
13 | Zn 9.56648 -21.3982  -5.39782
14 | C 12.03213 -22.1213  -7.08685
15(C 13.35876 -22.685 -6.97559
16 | C 13.51119 -23.0956 -5.68678
17 | H 14.08305 -22.7417 -7.77408
18| C 12.27966 -22.7866  -4.99502
19| N 11.39741 -22.1899 -5.86742
20| C 10.89548 -22.6441 -2.91966
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11.50043
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14.4997
13.58227
8.215601
6.843845
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5.292933

-22.975
-21.9227
-22.4445
-21.7836
-22.5071

-23.759
-25.1232
-25.0952
-23.1187
-23.7943
-25.7719
-25.6051
-23.2805
-22.0835
-26.8066
-20.5629
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-20.485

-21.803
-22.9646
-21.6456
-20.8779
-21.0379
-21.6465
-20.1893
-20.2696
-21.7245
-19.6686
-21.5617
-23.0328
-21.1259
-23.5508
-23.5489
-18.7957

-19.465
-23.7919
-19.5191
-19.6546
-21.8637

-23.933

-19.728
-19.5857
-20.8161
-22.1892
-22.3279

-1.53715
-3.43179
-1.22516
-2.41347
-0.28272

-2.8658
-1.43816
-3.16506
-1.83807
-1.13128
-2.45695
-3.95265
-0.34359
-1.60003

-2.6996
-11.2617
-10.1057
-10.1044
-11.8458
-11.2645
-9.50932
1.077648
-1.25971
-0.00516
0.994478
-0.16362
-1.16382
-7.14594
-8.26583
-3.62648
-2.50408

-0.8963
-5.23975
-5.43938
-9.95935

-9.6601
-9.65038
-11.7039
-12.7467
-11.7143
-0.22544
1.829895
1.979009

0.05178
-2.00106
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-0.61846
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-11.466
-12.0183
-8.09163
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-7.5093
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-11.9579
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-0.88768
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-13.8321
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-14.1346
-14.9526
-15.3518
-14.776
-14.4971
-15.2715
-15.3464
-15.1265
-14.9931
-15.611
-15.8095
-12.4664
-12.8579
-12.2993
-11.367
-11.3221
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111 | H -2.44004 -17.7028 -12.3236
112 | H -2.11885 -18.5325 -10.789
113 | H -2.55472 -16.8197 -10.7765
114 | C 0.27411 -18.4323  -11.5927
115 (H 1.275806 -18.137 -11.8901
116 | H 0.340956 -19.0474 -10.6894
117 | H -0.15879 -19.0416  -12.3957
Table 2. Cartesian coordinates of geometry optimized structure for 2a.
# | atom X Y z
1|C 7.213091 -20.5944 -3.56829
2| C 5.99871 -19.8101 -3.56322
3|C 5.830973 -19.3257 -4.82411
4 (H 5.368025 -19.6394 -2.7039
5(C 6.941079 -19.8091 -5.61494
6N 7.774096 -20.5683 -4.82561
7]C 8.26599 -19.899 -7.73349
8|C 8.418325 -19.6768 -9.15437
9N 9.370349 -20.562 -7.24897
10| C 9.622528 -20.2002 -9.51319
11| C 10.21894 -20.7506 -8.31682
12 {H 10.06038 -20.2269 -10.4996
13 | Zn 9.59463 -21.3436 -5.36607
14| C 12.01532 -22.0231 -7.13552
15| C 13.33495 -22.611 -7.07813
16 | C 13.50124 -23.0959 -5.81706
17 | H 14.04499 -22.6346 -7.89095
18| C 12.28457 -22.8109 -5.08947
19 | N 11.40035 -22.1484 -5.91066
20| C 10.91739 -22.8008 -2.99813
21| C 10.6607 -23.2239 -1.63957
22 | N 9.866672 -22.0349 -3.44941
23| C 9.457687 -22.6988 -1.27871
24 [ C 8.965777 -21.9487 -2.41282
25| H 8.943479 -22.8185 -0.33709
26 | C 13.13341 -23.9285 -3.03628
27 | C 15.14301 -25.393 -1.71404
28| C 13.43313 -25.2455 -3.42096
29 C 13.85867 -23.3585 -1.97715
30| C 14.85543 -24.0836 -1.32249
31| C 14.42831 -25.9719 -2.765
32 | H 12.87596 -25.7017 -4.23369
33| H 15.40905 -23.6236 -0.50922
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-19.3772
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-19.9804
-21.1365
-22.3483
-22.4019

-18.743
-17.4662
-19.2772
-16.7467
-17.0311
-18.5676
-20.2653
-17.2868
-15.7594
-18.9995
-25.9577
-16.5559
-15.9337

-1.67305
-3.07333
-11.2758
-10.196
-10.097
-11.9196
-11.3762
-9.53983
1.194476
-1.17896
0.072074
1.133043
-0.04282
-1.10436
-6.97975
-8.27546
-3.7388
-2.44145
-1.04715
-5.41137
-5.18089
-9.79612
-9.78035
-9.59709
-11.6884
-12.8374
-11.8722
-0.08751
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2.109622
0.111797
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-7.68125
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-8.86299
-8.10168
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-1.20428
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-10.2449
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79| C 1.098446 -15.2113 -10.9099
80| C -0.20035 -15.7527 -11.0235
81| C 1.354659 -13.9408 -11.4691
82 (C -1.20516 -15.0503 -11.6718
83| C 0.350011 -13.2382 -12.1179
84 | H 2.348927 -13.5147 -11.388
85| C -0.9479 -13.7804 -12.231
86 | H -2.19954 -15.476 -11.753
87 (C -1.97865 -13.0607 -12.8977
88| C -2.86073 -12.4469 -13.4685
89| C -3.89472 -11.7311 -14.1381
90 | C -5.19081 -12.2688 -14.2359
91| C -3.63994 -10.4738 -14.715
92 (C -6.20413 -11.5677 -14.894
93 | H -5.41556 -13.2354 -13.8005
94 | C -4.65474 -9.77426 -15.3727
95 | H -2.65078 -10.0353 -14.6547
96 | C -5.94103 -10.3176 -15.4655
97 | H -6.72593 -9.77536 -15.9753
98 | C -7.55477 -12.1962 -14.9612
9|0 -7.83259 -13.2781 -14.4768
100 | O -8.45355 -11.4391 -15.6208
101 (H -9.29733 -11.9229 -15.616
102 | C -4.31579 -8.44704 -15.9622
103 | O -3.21362 -7.93306 -15.9061
104 | O -5.36444 -7.86141 -16.5734
105 | H -5.05482 -7.00898 -16.925
106 | H 0.558301 -12.2627 -12.5441
107 | H -0.40862 -16.7283 -10.5976
Table 3. Cartesian coordinates of geometry optimized structure for 3a.
# | atom X Y VA
1|C -2.35553 1.73331 -0.56326
2| C -3.12855 1.438527 -1.74894
3|C -2.65179 0.268911 -2.25591
4 | H -3.92133 2.05293 -2.14816
5]C -1.58052 -0.16431 -1.38651
6N -1.4105 0.74968 -0.37187
7]C 0.287751 -1.71781 -0.7968
8|C 1.01095 -2.9613 -0.94716
9 (N 0.828726 -0.99095 0.238191
10| C 1.99395 -2.96677 -0.0056
11| C 1.880814 -1.72843  0.732338
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