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Supporting Information

Figure S1. Fluorescence spectra of PyB-Aza, recorded 30 min after the addition of different 

concentrations of Ca(ClO4)2 in MeCN, [PyB-Aza] = 2.5 M, [Ca2+] = 0, 0.8, 1,6, 2.0, 2.4, 2.8, 3.2, 6.0, 

12.0 M, ex = 359 nm.

Figure S2. Absorption spectra of PyB-Aza in the presence of increasing concentrations of different metallic cation 
(perchlorate salt) in MeCN.

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2016



Figure S3 (right) Femtosecond transient absorption spectra of 50 µM of PyB-DiMe in ACN following laser excitation at 
320 nm, for distinct temporal windows (left) similar data with additional 100 eq of Ca2+ salt in the solution;  Stationary  
absorption and emission spectra (dashed line) are indicated.



Figure S4  Computational strategy to assess log K from DFT calculation
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Table S1. Photophysical data of PyB-Aza in different solvents, solvent properties (Dimroth-Reichardt 
ET(30) parameter, dielectric constant , refractive index n, Kamlet-Taft ,  and * parameters) are given; 
fluorescence quantum yields were determined using Comarine 153 in EtOH (= 0.53) as a reference.1   

Table S2. Corresponding Kamlet-Taft correlation coefficients obtained from the multiple linear regressions 
of solvatochromic data of PyB-Aza.  

(1) Grabolle, M.; Spieles, M.; Lesnyak, V.; Gaponik, N.; Eychmuller, A.; Resch-Genger, U. Anal 
Chem 2009, 81, 6285.

Kamlet-Taft correlation coefficients
Solvent 

NO.
 a b p R2

Absorption 1-11
25130
± 600

1690
± 300

830
± 620

1980
± 660

0.86

Fluorescence 1-11
18675
± 200

690
± 90

390
± 170

-65
± 180

0.93


