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Fig. S1.  FTIR spectrum of compound 3. 
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Fig. S2. 1H NMR spectrum (400 MHz, CDCl3) of compound 3. 
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Fig. S3. 13C NMR spectrum (400 MHz, CDCl3) of compound 3. 
 
 
 

 
Chemical formula: [C44H30N4]H+ 

Molecular Weight: 615.0 
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Fig. S4. Mass spectrum (ESI-MS) of compound 3. 
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Fig. S5.  FTIR spectrum of compound 4a. 
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Fig. S6. 1H NMR spectrum (200 MHz, CDCl3) of compound 4a. 
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Fig. S7. 13C NMR spectrum (50 MHz, CDCl3) of compound 4a. 
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Fig. S8.  FTIR spectrum of compound 4b. 
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Fig. S9. 1H NMR spectrum (200 MHz, CDCl3) of compound 4b. 
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Fig. S10.  FTIR spectrum of compound 4c. 
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Fig. S11. 1H NMR spectrum (200 MHz, CDCl3) of compound 4c. 
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Fig. S12. 13C NMR spectrum (100 MHz, CDCl3) of compound 4c. 
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Fig. S13.  FTIR spectrum of compound 4d. 
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Fig. S14. 1H NMR spectrum (200 MHz, CDCl3) of compound 4d. 
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Fig. S15. FTIR spectrum of compound 4e. 
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Fig. S16. 1H NMR spectrum (200 MHz, CDCl3) of compound 4e. 
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Fig. S17. 13C NMR spectrum (50 MHz, CDCl3) of compound 4e. 
 
 
 
Photophysical properties 
Ultraviolet-visible absorption spectroscopy 
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Fig. S18. UV-vis absorption spectra of compounds 3 (a), 4a (b), 4b (c) and 4c (d), in DCM. 
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Fig. S19. UV-vis absorption spectra of compounds 4d (a) and 4e (b) in DCM. 
 
 
 
Fluorescence emission spectroscopy 

Emission spectra of the meso-tetraphenylporphyrin metal analogs were obtained with a 
Varian Eclipse spectrophotometer using a 1 cm quartz cell in a measurement range of 500-800 nm at a scan rate 
of 600 nm/min. Samples were solubilized in DCM to obtain a 1x10-4 M stock solution. The initial measurement 
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solution for all compounds evaluated was 1x10-7 M and then for each additional measurement aliquot additions 
of 1x10-7 M were made to obtain a gradual measurement of their increase with respect to concentration until a 
saturation of fluorescence emission was obtained. Fluorescence quantum yields were obtained by the following 
equation: 
 

Φ
f (X)

 =                              Φ
f
 (S)As

Ax

Fx
Fs

nx
ns

2

 
 
Where Φf(X) is the fluorescence quantum yield of the sample. A is the absorbance at the excitation wavelength, 
F represents the area under the curve of the emission band, n represents the refractive index of the solvent used, 
S is the standard compound used and X is the sample to be evaluated. [1,2] 
 
Computational study 
 
Table S1. Calculated electronic excitation energies, oscillator strength and electronic transition. 

Compound λexi (nm) E (eV) f Transition P 

3 

571 2.1718 0.0403 HOMO-1LUMO+1 0.3857 

   HOMOLUMO 0.5890 

528 2.3494 0.0521 HOMOLUMO+1 0.5741 

386 3.2079 0.6777 HOMO-1LUMO+1 0.5060 

4a 

538 2.3033 0.0330 HOMO-1LUMO 0.4241 

   HOMOLUMO+1 0.5626 

372 3.3308 1.3825 HOMO-1LUMO 0.5549 

   HOMOLUMO+1 0.1066 

4b 
1158 1.0705 0 HOMO-2LUMO 0.3939 

   HOMO-1LUMO+1 0.3810 

4c 
590 2.0992 0.0002 HOMO-2LUMO+3 0.5160 

513 2.4153 0.0208 HOMOLUMO 0.5407 

4d 650 1.9057 0 HOMOLUMO 0.6681 

4e 

531 2.3325 0.0344 HOMOLUMO 0.4928 

404 3.0665 0.0586 HOMO-2LUMO 0.4002 

   HOMO-2LUMO+1 0.5415 

   HOMO-1LUMO+1 0.1086 

*E (eV), Energy in electronvolt; f, oscillator force; P, probability. 
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