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COMPUTATIONAL DATA in Supplementary Information 

 

 

1. N-myristoyl Transferase (PDB: 1IYL) 

Grid box volume – Autodock Vina  

 

Config.txt File  
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1.1. Compound 4a 
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1.2. Compound 4h 
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1.3. Compound 4i 
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1.4. Compound 4l 
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1.5. Fluconazole (Flu) 
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2. Sortase A (PDB: 2MLM) 

Grid box volume – Autodock Vina  

 

Config.txt File 
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2.1. Compound 3d 
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2.2.  Compound 3m 

 

 



16 

 

 

 

 

 



17 

 

2.3.  Compound 4a 
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2.4.  Compound 4b 
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2.5. Compound 4d 
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2.6.  Compound 4g 
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2.7.  Ciprofloxacin (Cipro) 
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3. Dihydrofolate Reductase – Bacteria (PDB: 3FYV) 

Grid box volume – Autodock Vina  

 

Config.txt File 
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3.1.  Compound 3d  
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3.2. Compound 3m 
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3.3. Compound 4a 
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3.4. Compound 4b 
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3.5. Compound 4d 
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3.6. Compound 4g 
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3.7. Ciprofloxacin (Cipro) 
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4. Aspartic Protease (PDB: 3Q70) 

Grid box volume – Autodock Vina  

 

Config.txt File 
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4.1. Compound 4a 
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4.2. Compound 4h 
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4.3. Compound 4i 
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4.4. Compound 4l 
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4.5. Fluconazole (Flu) 
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5. Dihydrofolate Reductase – Fungi (PDB: 4HOF) 

Grid box volume – Autodock Vina  

 

Config.txt File  
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5.1. Compound 4a 
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5.2. Compound 4h 
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5.3. Compound 4i 
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5.4. Compound 4l 
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5.5. Fluconazole (Flu) 
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6. Thymidylate Kinase (PDB: 4QGG) 

Grid box volume – Autodock Vina  

 

Config.txt File  
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6.1. Compound 3d 
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6.2. Compound 3m 
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6.3. Compound 4a 
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6.4. Compound 4b 
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6.5. Compound 4d 
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6.6. Compound 4g 
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6.7. Ciprofloxacin (Cipro) 
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7. Gyrase B (PDB: 4URM) 

Grid box volume – Autodock Vina  

 

Config.txt File  
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7.1. Compound 3d 
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7.2. Compound 3m 
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7.3. Compound 4a 

 

 

 

 



85 

 

 

 

 

 



86 

 

7.4. Compound 4b 

 

 

 



87 

 

 

 

 

 



88 

 

7.5. Compound 4d 
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7.6. Compound 4g 
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7.7. Ciprofloxacin (Cipro) 
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