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Note: (a) All questions are compulsory.

(b) The candidate is allowed to make Suitable numeric assumptions wherever required

Jfor solving problems

Q.No Question . CO | Marks

Q1 | A drug target is a specific molecule in the body that a drug lnteracts 1,2 3
with to produce a therapeutic effect. Give a brief 0verv1ew of current
molecular targets for drug discovery. y

Q2 | Identification and evaluation of surface bindi;ig:packéfs and occluded | 2,34 3
cavities are initial steps in protein structure-based drug design. Discuss
some shapes of possible binding 81tes‘7 ' :

Q3+ Descnbe the working. prmc;p]e ofCASTp program 2,3,4 5

Q4 | A scoring function is a mathematleal model used in molecular docking | 2,3,4 6
to predlct the binding afﬁmty or stability of a ligand—protein complex.
Discuss in detail the formulation of AutoDock scoring function used
to predict blndlng afﬁmty

Q5 | Validating a dockmg_ program is a critical step to ensure that the 2,3,4 5
predictions from a molecular docking experiment are reliable.
Describe the strategy how will you validate a docking program for

your docking experiment?

Q6 _fﬁesign three possible SMILES strings for the given molecule: 5,6 3
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