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Explain molecular modeling in the context of historical times and in the applications in modern times.
Elaborate the terms:(1) Visualization (ii) Molecular Mechanics (iii)Conformational Search

Define QSAR and explain the requirements for a QSAR study with detail references to descriptors

Describe Craig Plot with the diagram

Analyze the differences between 2D QSAR and 3D QSAR. Explain the preparation of a molecule for 3
D QSAR studies
Define the following(i)Contour Plots  (ii) ComSIA

Define the following: (i) Direct Drug Design  (ii) Monte Carlo Search  (iii)Systematic Search
Explain Topliss tree for aromatics and aliphatics related to drug design

Discuss the Pharmacophore modeling protocol in detail.
Briefly discuss of defects in PDB files of proteins and how to rectify the same

Discuss in detail the various statistical tools in building PK predictive models?
Write a note on Alphafold. How it is different from traditional homology modeling?

Discuss in detail on various parameters used for the validationof Pharmacophore model
Enumerate the steps involved in homology modeling with a brief discussion on each step.
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