
  

  

 
 

 
 



  

  

 
 

  



  

  

  

  



  

 

 

Fig. 1S. Optimized structures of dithiazole synthesis & conformers 
 

  

 
 



 
 

  

  

  

  



 
 

  

  

 
 

  



  

 

 

Fig. 2S. HOMO images of dithiazole synthesis & conformers 
 

 
 

  



  

  

  

  



  

  

  

  



  

  

 
 

 

 

Fig. 3S. LUMO images of dithiazole synthesis & conformers 
 



 

 
 

  

  



  

  

  



  

  

  

  



 
 

  

  

 

 

Fig. 4S. Electrostatic maps of dithiazole compounds & conformers 
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Figure 5S: The proposed binding mode of the 9e docked in the active site of LDH-5; A and B 

showing 2D and 3D ligand-receptor interactions  
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Figure 6S: The proposed binding mode of the 9c docked in the active site of LDH-5; A and B 

showing 2D and 3D ligand-receptor interactions  

 

 

 



 

 



 

 

 



 

 

 



 

 



 



 

 



 

 

 



 

 

 

 



 



 

 

 



 

 

 



 

 



 

 



 



  

 



 



 

 



 

 



 

 

 



 



 

 



  

 



 



 



 

 



 

 



 



 



 



 

 


