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Note: Give your precise answers for both Part-A and Part-B in a separate answer sheets with 

appropriate illustrations and examples wherever applicable. 

Write answers for sub-division in all one place together. 

     Part-A (Closed Book)          (5x2=10 Marks) 

1) Enumerate the significance of choice of bioassay during lead discovery phase of NDD. 

2) Write a brief account on Design in Receptor (DiR). 

3) Write a note on “threading” method of protein modelling. 

4) Write a note on free Wilson method of 2D QSAR analysis. 

5) Write about Retrometabolic Drug Design (RMDD) strategy. 

-------------------------------------- 

 

 

 

  



Part-B (Open Book)                                  (7x3=21 Marks) 

1) Interpret the following in silico study results and write your inference / comments. 

a)  

 
2D Docked interactive pose of compound A in the active 

site of Protoporphyrinogen oxidase of Nicotiana-

tabaccum (PDB ID: 1SEZ) with estimated binding free 

energy of -1.86 Kcal/mol 

b) 

 
2D Docked interactive pose of compound A in the active site of Protoporphyrinogen 

oxidase of Bacillus Subtilis (PDB ID: 2IVE) with estimated binding free energy of 

4.32 Kcal/mol 

c) 

 
 

2D Docked interactive pose of compound A in the active 

site of Protoporphyrinogen oxidase of Myxococcus 

Xanthus (PDB ID: 3I6D) with estimated binding free 

energy of 6.07 Kcal/mol 

Structure of Compound A 

 
 

d)  

 
2D Docked interactive pose of compound A in the active site of Protoporphyrinogen 

oxidase of Human (PDB ID: 4IVM) with estimated binding free energy of 3.18 

Kcal/mol 

 

2) Interpret the following in silico study results and write your inference / comments. 

a) 



 

b) 

 

a) RMSD graph of the complex (compound A and Human protoporphirinogen oxidase (PDB: 

4IVM); b) RMSF graph of the complex (compound A and Human protoporphirinogen oxidase 

(PDB: 4IVM)  

 

3) Interpret the following 3D QSAR results and write your detailed inferences. 

 

 

 



 

 

Comp.                                         Structure 

a, c, f, h 

 

b, d 

 

e, g 

 

4) Write your comments regarding the predicted in silico parameters for the following 

compounds. 



 

5) How will you design a potential lead for the inhibition of the following enzymes. Write the 

appropriate category of application of the developed lead. 

a)  

 

 

 

 

 

 

b)  

 

 

 

 

6) What type of work flow will you follow to generate an anti-COVID-19 RdRp target focused 

library.  

        

7) What are all the strategies will you adopt for the identification of appropriate molecular target 

for the obtained hit molecule in phenotypic screening against trypanosomiasis? 

------------------------------------ 

   


