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Design, synthesis and biological evaluation of Neogliptin, a novel 2-azabicyclo[2.2.1]hepnane-

based inhibitor of dipeptidyl peptidase-4 (DPP-4) 

 

_________________________________________________________________________________ 

Concentration-response curves of the synthesized compounds 12a (neogliptin), 12b and 12c+12d 

(1:1 mixture of diastereomers).  
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Concentration-response curves of the four marketed DPP4 inhibitors (data was obtained using the 

same assay conditions).  
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NMR-spectra of the key intermediates and target compounds.  
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1H NMR 
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13C{1H} NMR 

 

8c,d 

1H NMR 



Supplementary material 1 

 

8 

 

 

13C{1H} NMR 
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13C{1H} NMR 
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13C{1H} NMR 

 

 



Supplementary material 1 

 

11 

 

11a,b 
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13C{1H} NMR 
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12a,b 

1H NMR at RT 

 

 

 

 

1H NMR registered at different temperatures 
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1H NMR registered at temperature 403 K 

 

 

19F NMR 

 

13C{1H} NMR 
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COSY 
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HSQC 

 

 

 

 

 

 

 

 

 

 



Supplementary material 1 

 

19 

 

 

12a 

1H NMR at RT 

 

1H NMR at temperature 413 K 
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13C{1H} NMR  

 

13C apt NMR  
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NOESY 
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HSCQ 
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12b 

1H NMR at RT 

 

1H NMR at temperature 393 K 
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13C{1H} NMR  
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HSQC 
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