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3D Structure presented Docking results of GK-13 

 

 

 

3D Structure presented Docking results of GK-428 
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3D Structure presented Docking results of GK-419 

 

 

3D Structure presented Docking results of GK-421 
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3D Structure presented Docking results of GK-423 

 

 

 

3D Structure presented Docking results of GK-425 
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The viewing 3D-molecular volume and IC50 of chosen 

thieno[3,4-b]pyrazine derivatives from 1st screening using the SRB test 

Code 3D-molecular volume IC50 

GK-13 278.85 16.4 

GK-414 295.32   

GK-416 293.26   

GK-417 279.88   

GK-418 267.19   

GK-419 294.63 28.1 

GK-421 279.2 11.7 

GK-422 303.55   

GK-423 287.09 18.7 

GK-424 290.17   

GK-425 275.08 6.3 

GK-426 257.24   

GK-427 287.43   

GK-428 278.51 3.8 

GK-430 278.51   

*3D-molecular volume calculated by using the software Discovery studio 4.0  
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GK-428 : 1H NMR Spectrum  

 

 

 

GK-428 : 13C NMR Spectrum  
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GK-428 : LC/MS Spectrum  
 

 

 

GK-428 : Mass Spectrum  
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GK-428 : High Resolution Mass Spectrum  
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2 - 13C NMR Spectrum  
 

 

 

2 – 13C NMR Spectrum  
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2– LC/MS Spectrum  
 

 

 

2– Mass Spectrum  
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3 - 1H NMR Spectrum  
 

 

 

3 - 13C NMR Spectrum  
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4 - 1H NMR Spectrum  
 

 

 
4 - 13C NMR Spectrum  
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4– LC/MS Spectrum  
 

 

 

4– Mass Spectrum  
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GK-414 : 1H NMR Spectrum  
 

 

 
GK-414 : 13C NMR Spectrum  

 



S15 

 

 

 GK-414 : LC/MS Spectrum  
 

 

 

GK-414 : Mass Spectrum  
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GK-414 : High Resolution Mass Spectrum  
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GK-416 : 1H NMR Spectrum  

 

 

 
GK-416 : 13C NMR Spectrum  
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GK-416 : LC/MS Spectrum  
 

 

 

GK-416 : Mass Spectrum  
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GK-416 : High Resolution Mass Spectrum  
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GK-417 : 1H NMR Spectrum  
 

 

 

GK-416 : 13C NMR Spectrum  
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GK-417 : LC/MS Spectrum  
 

 

 

GK-417 : Mass Spectrum  
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GK-417 : High Resolution Mass Spectrum  
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GK-418 : 1H NMR Spectrum  
 

 

 

GK-418 :  13C NMR Spectrum  
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GK-418 :  LC/MS Spectrum  
 

 

 

GK-418 : Mass Spectrum  
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GK-418 : High Resolution Mass Spectrum  
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GK-419 : 1H NMR Spectrum  
 

 

 

419 - 13C NMR Spectrum  
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GK-419 : LC/MS Spectrum  
 

 

 

GK-419 : Mass Spectrum  
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GK-419 : High Resolution Mass Spectrum  
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GK-421 : 1H NMR Spectrum  
 

 

 

GK-421 : 13C NMR Spectrum  
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GK-421 : LC/MS Spectrum  
 

 

 

GK-421 : Mass Spectrum  
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GK-421 : High Resolution Mass Spectrum  
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GK-422 : 1H NMR Spectrum  
 

 

 

GK-422 : 13C NMR Spectrum  
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GK-422 : LC/MS Spectrum  
 

 

 

GK-422 : Mass Spectrum  
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GK-422 : High Resolution Mass Spectrum  
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GK-423 : 1H NMR Spectrum  
 

 

 

GK-423 : 13C NMR Spectrum  



S36 

 

 

GK-423 : LC/MS Spectrum  
 

 

 

GK-423 : Mass Spectrum  
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GK-423 : High Resolution Mass Spectrum  
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GK-424 : 1H NMR Spectrum  
 

 

 

GK-424 : 13C NMR Spectrum  
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GK-424 : LC/MS Spectrum  
 

 

 

GK-424 : Mass Spectrum  
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GK-424 : High Resolution Mass Spectrum  
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GK-425 : 1H NMR Spectrum  
 

 

 

GK-425 : 13C NMR Spectrum  
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GK-425 : LC/MS Spectrum  

 

 

 

GK-425 : Mass Spectrum  
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GK-425 : High Resolution Mass Spectrum  
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GK-426 : 1H NMR Spectrum  
 

 

 

GK-426 : 13C NMR Spectrum  
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GK-426 : LC/MS Spectrum  
 

 

 

GK-426 : Mass Spectrum  
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GK-426 : High Resolution Mass Spectrum  
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GK-427 : 1H NMR Spectrum  
 

 

 

GK-427 :13C NMR Spectrum  
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GK-427 : LC/MS Spectrum  
 

 

 

GK-427 : Mass Spectrum  
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GK-427 : High Resolution Mass Spectrum  
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GK-430 : 1H NMR Spectrum  
 

 

 

GK-430 : 13C NMR Spectrum  
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GK-430 : LC/MS Spectrum  
 

 

GK-430 : ass Spectrum  
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GK-430 : High Resolution Mass Spectrum  

 

 

 

 


