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Table S1. Cartesian coordinates of structures Sa and Sb optimized at the
DFT/B3LYP/TZVP level of theory (units in Angstroms).

Sa S5b
atom X Y z atom X y z
11.246  6.453 -4.980 11.309  6.329  -4.991

o
o

c 9339 5777  -3.526 c 93890 5.663  -3.548
c 8368 4814  -9.517 c 8373 4896 -9.561
c 6.490 4.073  -8.056 c 6473  4.182  -8.114
n 10.705 6.116  -6.197 n 10.756  6.040 -6.214
n 8497 5296  -4.498 n 8.529 5240  -4.531
n 7.006 4459  -6.843 n 7.005 4516 -6.894
n 9232 5240  -8.538 n 9251 5271 -8.574
c 12.563  7.009  -5.182 c 12.640 6.853  -5.182
c 8702  5.644  -2.237 c 8.755 5.505  -2.261
c 8964 5.046 -10.812 c 8974 5.142 -10.850
c 5.221 3420  -7.847 c 5.180 3.572  -7.919
c 10353 5.720  -9.168 c 10386 5.732  -9.194
c 10.184 5.601 -10.597 c 10.211  5.654 -10.625
c 11.633  6.440  -7.155 c 11.690 6.362 -7.167
c 12.804 6994  -6.517 c 12.878 6.865 -6.518
c 4983 3424  -6.510 c 4945 3550  -6.582
c 6.101 4.085  -5.880 c 6.090 4.150 -5.938
c 7.356  4.863  -3.870 c 7.378  4.821 -3.911
c 7480  5.093  -2.449 c 7.516 4997  -2.485
zn 8.860 5278  -6.519 zn 8.885 5.267 -6.553
c 6.330 3.816 -10.517 c 6.304 3986 -10.581
c 6.714  2.681 -11.237 c 6.655 2.857 -11.328
c 5212 4535 -10.951 c 5206 4.746 -10.996
c 5999 2275 -12.360 c 5927 2496 -12.457
h 7.576  2.112 -10.910 h 7.501  2.257 -11.015
c 4498  4.133 -12.075 c 4480 4389 -12.128
h 4905 5419 -10.403 h 4925 5.625 -10.428
c 4.889  3.000 -12.783 c 4.838 3.262 -12.862
h 6.307 1.388 -12.902 h 6.210 1.614 -13.020
h 3.638  4.706 -12.400 h 3.636  4.994 -12.438
h 4333  2.685 -13.658 h 4272 2983 -13.743
c 11.388  6.749  -2.522 c 11.466 6.554  -2.526
c 11.093 7963  -1.893 c 11.199 7.753  -1.859
c 12.412 5956  -1.997 c 12.477  5.725  -2.030
c 11.804 8372  -0.770 c 11.923 8.115  -0.727
h 10303 8589  -2.292 h 10.420 8.407 -2.234
c 13.124 6365 -0.874 c 13.201 6.085  -0.898
h 12.649 5011 -2473 h 12.693 4.791  -2.536
c 12.822  7.574  -0.256 c 12.926  7.281  -0.243
h 11.564 9318  -0.297 h 11.704  9.050  -0.225
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Figure S1. Total and partial density of states of structures of (a) 5a and (b) Sb, performed
at the DFT/B3LYP/TZVP level of theory.
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Figure S2. 'H NMR spectrum of 3a (300 MHz, CDCls).
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Figure S3. Focus on 'H NMR spectrum of 3a (300 MHz, CDCls).
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Figure S4. 'H NMR spectrum of 4a (300 MHz, CDCls).
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Figure S5. Focus on 'H NMR spectrum of 4a (300 MHz, CDCls).
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Figure S6. 'H NMR spectrum of 5a (300 MHz, CDCls).
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Figure S7. Focus on 'H NMR spectrum of 5a (300 MHz, CDCI;).
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Figure S8. 'H NMR spectrum of 3b (300 MHz, CDCl;).



Figure S9. Focus on 'H NMR spectrum of 3b (300 MHz, CDCl;).

Ealt
L

gat’

e’
FIL”

[
L
L
L

SEL"

L
L

@ M o oS e me

&

@)

s

o]

-]

m

LT

By



Figure $10. '"H NMR spectrum of 4b (300 MHz, CDCl5).
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Figure S11. Focus on 'H NMR spectrum of 4b (300 MHz, CDCl;).
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Figure S12. 3C NMR spectrum of 4b (75 MHz, CDCL5).
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Figure S13. Focus on 3C NMR spectrum of 4b (75 MHz, CDCl5).
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Figure S14. "H NMR spectrum of 5b (300 MHz, CDCl;).
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Figure S15. Focus on 'H NMR spectrum of 5b (300 MHz, CDCl;).
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Figure S16. '3C NMR spectrum of 5b (75 MHz, CDCl;).
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Figure S17. Focus on 3C NMR spectrum of 5b (75 MHz, CDCl;).
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Figure S18. Square wave voltammograms of Sa and 5b. The ferrocene/ferrocenium
(Fc/Fc™) redox couple wave is also shown. Voltage is reported vs NHE.
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Figure S19. FTIR spectra of Sa and 5a/TiO,
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