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NMR Spectra of compounds 

1
H NMR of compound 3a 

 

H,H-COSY of compound 3a 
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13C NMR of compound 3a 

 

HSQC of compound 3a 
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1H NMR of compound 3b 

 

13C NMR of compound 3b 
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1
H NMR of compound 4a 

 

13C NMR of compound 4a 
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HSQC of compound 4a 

 

1H NMR of compound 4b 
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H,H-COSY of compound 4b 

 

13C NMR of compound 4b 
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HSQC of compound 4b 

 

1
H NMR of compound 5a 
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H,H-COSY of compound 5a 

 

13C NMR of compound 5a 
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HSQC of compound 5a 

 

1
H NMR of compound 5b 
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13C NMR of compound 5b 
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Dynamic NMR spectra 

1H NMR of 3a measured at various temperatures (25–100 °C) in DMSO-d6 

 

1H NMR of 3b measured at various temperatures (21–70 °C) in DMSO-d6 
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1H NMR of 4a measured at various temperatures (25–100 °C) in DMSO-d6 

 

1H NMR of 5a measured at various temperatures (21–70 °C) in DMSO-d6
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Radiochemical HPLC/TLC analyses 

 

Radio-HPLC-chromatogram (γ-trace) of [
18

F]5b (tR = 7.1 min).
 

 

HPLC-chromatogram (UV-trace) of 5b (tR = 6.7 min).
 

 

HPLC-chromatogram (UV-trace) of 5a (tR = 7.7 min). 

 

[18F]5b 

5b 

5a 
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Radio-TLC (reaction mixture) of labeling of [
18

F]5b Rf = 0.49 (ethanol). 

  

[18F]5b 
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Radio-HPLC-chromatogram (γ-trace) of [
18

F]4b (tR = 5.7 min), the unknown byproduct (tR = 6.9 min)  and 

remaining [
18

F]fluoride (tR = 2.7 min). 

 

HPLC-chromatogram (UV-trace) of reference compound 4b (tR = 5.5 min).
 

 

HPLC-chromatogram (UV-trace) of precursor 4a (tR = 6.0 min).
* 

 

[18F]4b 

4b 

4a 

by-product 
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Radio-TLC (reaction mixture) of labeling of [
18

F]4b (Rf = 0.50 in ethanol). 

 

 

 

  

[18F]4b 

by-product 



- S18 - 
 

Chromatographic purifications of compounds 4a, 4b, 5a and 5b using Biotage 

Biotage-chromatogram of compound 4a 
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Biotage-chromatogram of 4b 
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Biotage-chromatogram of 5a 
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Biotage-chromatogram of 5b 

 


