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Fig. S1  1H NMR spectra of neutral and deprotonated species of (a) 1, (b) 2 and (c) 3 in CDCl3. 
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Fig. S2 Optimized molecular structures of neutral and deprotonated 1 (a, b), 2 (c, d) and 3 (e, f). 
All the meso-substituents and pyrrolic β-protons are omitted for clarity. 
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Fig S3. NICS values for neutral and deprotonated 1 (a, b), 2 (c, d) and 3 (e, f). The values were 
selected at z-axis of red positions. All the meso-substituents and pyrrolic β-protons are 
omitted for clarity. 

 

 

 

 

 

-0.42  -1.79 -2.75 -7.12  -7.25 -7.45

-4.96  -6.71 -2.64 -7.85  -7.44 -6.96

+0.29 -1.23 +2.67 -0.56 +1.29 +1.15

(a) (b)

(c) (d)

(e) (f)

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2013



 

 

 

Fig. S4  Calculated bond lengths of neutral 1. Meso-substituents and pyrrolic β-protons are 
omitted for clarity. 
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Fig. S5  Calculated bond lengths of deprotonated 1. Meso-substituents and pyrrolic β-protons 
are omitted for clarity. 
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Fig. S6  Calculated bond lengths of neutral 2. Meso-substituents and pyrrolic β-protons are 
omitted for clarity. 
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Fig. S7  Calculated bond lengths of deprotonated 2. Meso-substituents and pyrrolic β-protons 
are omitted for clarity. 
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Fig. S8  Calculated bond lengths of neutral 3. Meso-substituents and pyrrolic β-protons are 
omitted for clarity. 

 

 

 

 

 

 

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2013



 

 

 

Fig. S9  Calculated bond lengths of deprotonated 3. Meso-substituents and pyrrolic β-protons 
are omitted for clarity. 

 

 

 

 

 

 

 

Electronic Supplementary Material (ESI) for Chemical Communications
This journal is © The Royal Society of Chemistry 2013



 

 

Fig S10. Two-photon absorption spectra (blue) and Z-scan traces (insets) of neutral (a, c) and 
deprotonated (b, d) of 1 (a, b) and 2 (c, d), respectively. The solid line indicates the steady-state 
absorption spectrum for comparison, and the solid line in inset is the best curve fit line of 
experimental data. 
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