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Q.1(a) Distinguish between 2D QSAR and 3D QSAR and enumerate their advantages and disadvantages. [6] 
Q.1(b) Elaborate with the help of diagram (i) Craig Plot (ii) Topliss tree for aromatic substituents. [6] 

   
   

Q.2(a) Explain the terms: (i)Molecular Modelling (ii)Basic Modules required in a molecular modeling system. [6] 
Q.2(b) Explain energy minimization with examples. [6] 

   
   

Q.3(a) Elaborate the (i) Ab initio methods (ii) Semi empirical methods. [6] 
Q.3(b) How will you identify the bioactive conformation? Detail the procedure. [6] 

   
   

Q.4(a) Discuss in detail about various statistical methods generally adopted for developing ADMET models.   [6] 
Q.4(b) Discuss in detail the problems associated with de novo drug design. Discuss the means to handle them.  [6] 

    
    

Q.5(a) Briefly list the applications of comparative homology modeling. Discuss in detail regarding 
the Alignment of Target Sequence.  

[6] 

Q.5(b) How will you define a Pharmacophore? Write a note on ROC.  [6] 
    
    

Q.6(a) Make a flow diagram for Pharmacophore modelling and Similarity Search. Differentiate on the basis of 
the protocol used for practicing them.   

[6] 

Q.6(b) Explain Deformation  in detail.   [6] 
   
   

Q.7(a) Write short notes on Docking. [6] 
Q.7(b) Write a note on model validation methods used for ADMET models. [6] 
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