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Figure S1.  13C NMR spectra of t-Bu/(OH)2Dan2 in CDCl3 at 25°C. (*) represents signal due to 

residual solvents.  

 

Figure S2.  13C NMR spectra of NO2/Dan4 in CDCl3 at 25°C. (*) represents signal due to 

residual solvents. 
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Figure S3. Temperature-dependent partial 1H NMR spectra of NO2/Dan4 in CDCl3 showing 

singlet of methylene-bridged protons (peak labeled as *). 

 

*

*

–20°C

–25°C

–15°C

 –5°C

–10°C

0°C

+5°C
*

*

*

*

*



 5

 +32°C 

 +44°C 

 +48°C 
 
Figure S4.  1H NMR spectra of NO2/Dan4 in CDCl3 at high temperatures.  * represents singlet  

 
for the methylene-bridged protons. 
 

 

 

Figure S5. % reduction in the fluorescence intensity of NO2/Dan4 (1×10-5 M) in the presence of 

8 µM each of Mn+ and Hg2+ in acetonitrile at ambient conditions (λexcitation = 351 nm).  
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Calculation of Equilibrium Constant (Keq). 
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 should be linear with slope = 
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a
aKeq  and y-intercept = 2
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From y-intercept and knowledge of a2, Keq is assessed.  The parameter a2 was obtained separately 

from a linear calibration analysis of ]/[ 42 DanNO  versus F, which provides: 

FDanNO 6
42 10)1.0(7.2]/[ −×±= ; r2 = 0.9996. 

Similarly, linear regression analysis of 2

1
F

 versus 
F

Hg
∆

+
0

2 ][
provides following expression: 

)10.0(38.0
][

10)2.0(6.11 0
2

5
2 ±−

∆
×±=

+

F
Hg

F
; r2 = 0.9903 

 From, y-intercept = 2
2aKeq  = 0.38(±0.10) and a2 = 2.7(±0.1)×10–6 M; 

Keq = 5.2(±0.8)×1010 M–2 



 8

1H/13C NMR spectra of H/(OH)2Dan2, H/Dan4, t-Bu/(Ester)2Dan2, H/(Ester)2Dan2, t-

Bu/Dan1, and NO2/Dan1. (*) represents signal due to residual solvents. 
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