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Table S1. Calculated
1
 Hammett constants for sulfonyl fluorides 1b-12b and 14b. 

Compound Hammett constant (σp) 

4b -0.27 

3b -0.17 

10b -0.17 

2b -0.15 

11b -0.15 

1b 0 

6b 0.06 

9b 0.18 

7b 0.23 

8b 0.23 

14b 0.42 

5b 0.78 

12b - 

 

 

(1) Hansch, C.; Leo, A.; Taft, R. W. Chem. Rev. 1991, 91, 165.  
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Table S2. HPLC purity data for sulfonyl fluorides 1b-2b, 4b-12b and 14b. 

HPLC purity was determined using an Alltima C18 column (150 × 4.6 mm, 5 µm) with a 

flow rate of 1 mL/min and CH3CN/H2O/1% TFA (solvent system 1) or MeOH/H2O/1% TFA 

(solvent system 2) at 254 nm. Gradient elution program was as follows:  

 (A): CH3CN or MeOH (B): H2O (C): 1% TFA 

 Time Flow %A %B %C 

1 0 1.00 10 80 10 

2 20 1.00 90 0 10 

3 21 1.00 10 80 10 

 

Compound tR (min) Purity (%) 

1b 18.9
a
 99.4 

2b 14.8
b
 99.8 

4b 22.2
b
 99.9 

5b 20.1
b
 97.5 

6b 19.2
a
 97.0 

7b 17.8
b
 98.2 

8b 23.3
b
 98.2 

9b 21.8
a
 99.0 

10b 23.4
a
 98.2 

11b 15.7
a
 98.7 

12b 20.6
b
 99.9 

14b 17.3
a
 99.9 
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a 
Solvent system 1: CH3CN/H2O/1% TFA gradient 

b
 Solvent system 2: MeOH/H2O/1% TFA gradient 
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Figure S1. Radio-HPLC chromatograms of [
18

F]4b in normal rat plasma at 37 °C after A) 

1 min and B) 120 min. The increase in the presence of an impurity at 0.7 min can be observed 

at 120 min, as well as fluoride “bleeding”, which leads to an uneven baseline in the 

chromatogram. Top panel: UV at 254 nm (abs); bottom panel: radioactivity (cps). 
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