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Table S1  Crystallographic data for 4.Zn and 5.Zn. 

Crystal data[a] 4.Zn 5.Zn 

Formula  C31H23.81B0.81Br3N4O1.63Zn C33 H29 Br5N4OSZn2 

MW (g mol-1)  792.27 1059.95 

Temperature (K) 100(2)  100(2) 

Crystal system Monoclinic Monoclinic 

Space group  P21/c P21/n 

a (Å)  14.9965(3) 11.8967(3) 

b (Å) 13.1054(2) 13.6816(3) 

c (Å) 17.7644(3) 22.4595(5) 

 (°). 90° 90° 

 109.7882(7)° 98.2926(10)°. 

  = 90° 90° 

V(Å3) 3285.17(10) 3617.42(15) 

Z 4 4 

Ρcalcd (g cm-3) 1.602 1.946 

 mm-1) 5.566 8.905 

 R [I>2(I)][b] 0.0747 0.0446 

Rw
[d] 0.2299 0.1175 

[a] CuK1.54178 Å; [b] Fo>4Fo). [c] R = ΣǁFo|-|Fcǁ/Σ|Fo| [d] all data.

 

 

Table S2.  Hydrogen bonds for 4.Zn [Å and °]. 

____________________________________________________________________________ 

D-H...A d(D-H) d(H...A) d(D...A) <(DHA) 

____________________________________________________________________________ 

O(1)-H(1)...Br(3) 0.84 2.61 3.269(8) 136.7 

O(2)-H(2A)...Br(3) 0.84 2.45 3.230(8) 153.9 
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Fig. S1   1H NMR spectrum of 1 in CDCl3. 

 

 
Fig. S2   13C NMR spectrum of 1 in CDCl3. 
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Fig. S3   Positive scan MS-EI spectrum of 1. Inset: theoretically calculated MS isotopic patterns. 

 

 
Fig. S4   1H NMR spectrum of 2 in DMSO-d6. 
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Fig. S5   13C NMR spectrum of 2 in DMSO-d6. 

 

Fig. S6   11B NMR spectrum of 2 in DMSO-d6. 

  

 
Fig. S7   Positive scan MS-ESI spectrum of 2. Inset: theoretically calculated MS isotopic patterns. 
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Fig. S8  IR (ATR) spectrum of 2. 

 
Fig. S9   1H NMR spectrum of 3 in DMSO-d6. 
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Fig. S10  13C NMR spectrum of 3 in DMSO-d6. 

 

 
Fig. S11  11B NMR spectrum of 3 in DMSO-d6. 
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Fig. S12 Positive scan MS-ESI spectrum of 3. Inset: theoretically calculated MS isotopic patterns. 
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Fig. S13 IR (ATR) spectrum of 3. 
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Fig. S14  1H NMR spectrum of 4 in DMSO-d6. 

 

 
Fig. S15  13C NMR spectrum of 4 in DMSO-d6. 
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Fig. S16 11B NMR spectrum of 4 in DMSO-d6. 

 

 
Fig. S17  Positive scan MS-ESI spectrum of 4. Inset: theoretically calculated MS isotopic patterns. 
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Fig. S18 IR (ATR) spectrum of 4. 
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Fig. S19  1H NMR spectrum of 5 in DMSO-d6. 

 

 
Fig. S20  13C NMR spectrum of 5 in DMSO-d6. 
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Fig. S21  Positive scan MS-APCI spectrum of 5. Inset: theoretically calculated MS isotopic patterns. 
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Fig. S22 IR (ATR) spectrum of 5. 

 

 
Fig. S23  1H NMR spectrum of 2.Zn in DMSO-d6. 
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Fig. S24  13C NMR spectrum of 2.Zn in DMSO-d6. 

 

 

Fig. S25  11B NMR spectrum of 2.Zn in DMSO-d6. 

 

 
Fig. S26 Positive scan MS-ESI spectrum of 2.Zn. Inset: theoretically calculated MS isotopic patterns. 
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Fig. S27  1H NMR spectrum of 3.Zn in DMSO-d6. 

 

 
Fig. S28  13C NMR spectrum of 3.Zn in DMSO-d6. 
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Fig. S29  11B NMR spectrum of 3.Zn in DMSO-d6. 

 

 
Fig. S30 Positive scan MS-ESI spectrum of 3.Zn. Inset: theoretically calculated MS isotopic patterns.  

 

 
Fig. S31  1H NMR spectrum of 4.Zn in DMSO-d6. 
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Fig. S32  13C NMR spectrum of 4.Zn in DMSO-d6. 

 

 
Fig. S33  11B NMR spectrum of 4.Zn in DMSO-d6. 

 

  
Fig. S34 Positive scan MS-ESI spectrum of 4.Zn. Inset: theoretically calculated MS isotopic patterns.  
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Fig. S35  1H NMR spectrum of 5.Zn in DMSO-d6. 

 

 
Fig. S36  13C NMR spectrum of 5.Zn in DMSO-d6. 
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Fig. S37 Fluorescence pH-titration of buffered aqueous solution of 3.Zn (20 M). The inset show pH- 

  titration profile observed at emission maxima. 

 

 

 

 

 
Fig. S38 Fluorescence pH-titration of buffered aqueous solution of 4.Zn (20 M). The inset show pH- 

  titration profile observed at emission maxima. 
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Fig. S39 Changes of emission spectra (ex = 330 nm) of buffered aqueous solutions at pH 7.4 of 4.Zn (10 

M) upon addition of increasing amounts of L-DOPA. The inset shows the profile at 402 nm. 

The solid line was obtained by fitting to Eq. (1).    
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Fig. S40  Stoichiometric analysis of 2.Zn by Job plot with L-DOPA at 305 nm 
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Fig. S41  Stern–Volmer plot of 2.Zn upon addition of L-DOPA at 409 nm (ex = 330 nm) at pH= 7.4. 


