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Table S1: Optical properties of IR-NCS and IR-PYR in Methanol. 

Probe labs (nm)a lem (nm)b Stokes shift (nm) emax (M-1 cm-1) Ff
c 

IR-NCS 763 784 21 268800 0.0619 
IR-PYR 766 784 18 88000 0.0982 

a The maximal absorption of the dye; b The maximal emission of the dye; c Φf is the relative 
fluorescence quantum yield estimated by using ICG (Φf = 0.13 in DMSO) as a fluorescence standard. 

 

 

Figure S1: UV/Vis spectra of IR-NCS and IR-PYR in presence of various metal ions. 

 

	

Figure S2: Binding constant for the 1:1 IR-PYR-Zn complex, calculated using Benesi−Hildebrand 
method. 
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Figure S3: Dihedral angles (between the bonds linking the highlighted atoms) of I1, IR-HGP and IR-
NCS. 

 

 

Figure S4: Dihedral angles (between the bonds linking the highlighted atoms) of IR-PYR and IR-
PYR-Zn. 

 

 

Figure S5: Absorbance spectra of 10 µM IR-NCS in solutions of pH 4 and pH 9. 
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Figure S6: Job’s plot diagram for the IR-PYR and Zn2+ metal ion complex. Xhost represent the mole 
fraction of IR-PYR and DI represent the change in fluorescence intensity. 

 

 

 

Figure S7: Job’s plot diagram for the IR-PYR and Cd2+ metal ion complex. Xhost represent the mole 
fraction of IR-PYR and DI represent the change in fluorescence intensity. 
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Figure S8: pH dependent fluorescence of IR-NCS. 

 

 

 

Figure S9: pH dependent fluorescence of IR-PYR 
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Figure S10: Mass spectral data of IR-PYR (C49H54N5O). 

 

 

Figure S11: Mass spectral data of IR-NCS (C50H56N5OS). 
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Figure S12: Mass spectral data of I2 (C43H51N4O). 

 

Figure S13: Mass spectral data of I1 (C43H49N2O2). 
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Figure S14: Mass spectral data of IR-HGP (C50H54N5O). 

 

 

Figure S15: Mass spectral data of IR-PYR-Zn complex (C49H53N6O4Zn). 
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Figure S16: Mass spectral data of IR-PYR-Cd complex (C49H53N6O4Cd). 

 

 

Figure S17: 1H NMR spectra of I1 in MeOH-d4 
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Figure S18: 13C NMR spectra of I1 in MeOH-d4 

 

 

Figure S19: 1H NMR spectra of I2 in CDCl3 



S-11	
	

 

Figure S20: 13C NMR spectra of I2 in CDCl3. 

 

Figure S21: 1H NMR spectra of IR-NCS in CDCl3. 
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Figure S22: 13C NMR spectra of IR-NCS in CDCl3. 

 

 

Figure S23: 1H NMR spectra of IR-PYR in CDCl3. 
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Figure S24: 13C NMR spectra of IR-PYR in CDCl3. 

 

 

 

 

 


