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1. Titration of 1,2,3 with [Me4N]OH in MeCN solution 
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Fig. S1 Changes in the UV/vis absorption spectra of 1, 2, 3 (2.5×10-5 M) in MeCN solution 
upon addition of 20 equiv of [Me4N]OH. 
 

2. Titration of 2 with anions in MeCN solution 
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Fig. S2 The changes of absorption band centered at 552 nm as a function of [F⎯], [AcO⎯], 
[H2PO4⎯], red line represents calculated results. [2] was 2.5×10-5 M. 
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3. Titration of 1, 3 with anions in MeCN solution 
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                   a                                   b 
Fig. S3 a) Changes in the UV/vis absorption spectrum of 1 (2.5×10-6 M) in MeCN solution 
upon addition of 100 equiv of anions. b) Changes in the UV/vis absorption spectrum of 3 
(5×10-5 M) in MeCN solution upon addition of 50 equiv of anions. 
 

 

4. Titration of 2 with a mixture of F⎯, AcO⎯ and H2PO4⎯ in 

MeCN/H2O solution 
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Fig. S4 Changes in the UV/vis absorption spectrum of 2 (6.25×10-6 M) in acetonitrile/water 
(90:10, v/v) solution upon addition of 200 equiv of F⎯, AcO⎯ and H2PO4⎯. 
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5. Titration of 2 with anions in CHCl3 solution 
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Fig. S5a UV/vis titration of 2 (2.5×10-5 M) in CHCl3 solution upon addition of AcO⎯ (from 0 
to 100 equiv). 
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Fig. S5b The changes of absorption band centered at 560 nm as a function of [F⎯], [AcO⎯], 
[H2PO4⎯], red line represents calculated results. [2] was 2.5×10-5 M. The equilibrium constant 
was calculated to be (6.68±1)×104 M-1 for F⎯ ,1.90×104±901 M-1 for AcO⎯ and 5.10×103±341 
M-1 for H2PO4⎯. 
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6. Titration of 2 with AcO⎯ in CHCl3/EtOH solution 
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(a)                                   (b) 
Fig. S6 (a) Changes in the UV-vis absorption spectrum of 2 in 1:1 CHCl3/EtOH solution 
(2.5×10-5 M) upon addition of AcO⎯ (0-100 equiv); (b) the changes of absorption band 
centered at 560 nm as a function of [AcO⎯], red line represents calculated results. 
 
 

7. MS (ESI) spectra of 1, 2 and 3 
MS (ESI) spectra of 1 
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MS (ESI) spectra of 2 
 

HSZ-2#  -

100 150 200 250 300 350 400 450 500 550 600
m/z0

100

%

070524-04#  1 (0.322) Scan ES- 
4.00e8197.7

195.7

199.7

382.5

201.7

160.7

164.7

265.3

393.4 421.5

449.5

 

 
 
 

 
MS (ESI) spectra of 3 
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8. 1H NMR spectra of 1, 2 and 3 

 
1H NMR spectra of 1 (CDCl3, 400 MHz) 
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1H NMR spectra of 2 (CDCl3, 400 MHz) 
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1H NMR spectra of 3 (CDCl3, 400 MHz) 
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9. 13C NMR spectra of 1 and 3 
 

13C NMR spectra of 1 (CDCl3, 400 MHz) 
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13C NMR spectra of 3 (DMSO-d6, 400 MHz) 
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10. IR spectra of 2 
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