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Note: (a) All questions are compulsory.

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

for solving problems o ¥
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Ql A search algorithm refers to the computational method used to explore
the possible orientations and conformations of a ligand when it binds
to a receptor. What are different types of scoring functions. Explain
working of a genetic algorithm. Y, ‘

Q2. Explain how drugs are metabolized in context to ADME? What are

different phases of drug metabolism? W 4

88 The Rule of Five, is a set of empirical guidelines developed in the late
1990s to evaluate the "drug-likeness" of compounds, especially their
oral bioavailability. Describe various rules, and other possible
measures for drug-likeness of unknown compounds?

5,6 <)

Q4. Discuss how linear and parabolic equations are applied to model the

relationship between hydrophobicity and biological activity. 30 .

Q5. What is virtual screeﬁing, and how does it differ from high-throughput

screening in drug discovery? di 2

Q6. Create molecular structure for given SMILES strings:
a) CC1=CC(CCC1)Br

b) clecececiC(=0)0
¢) c1(Cl)e(O)ec(Clie(Cl)et

Q7. Short notes:
a) Bioavailability 35
b) Blood Brain Barrier

3x2

¢) Pharmacophore
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