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Sem Il - MPC203T - Computer Aided Drug Design

General Instructions
Answer to the specific question asked
Draw neat, labelled diagrams wherever necessary
Approved data hand books are allowed subject to verification by the Invigilator

Demonstrate partition coefficient.

Demonstrate molecular dynamics.

Recall molecular docking.

Demonstrate pharmacokinetics with example.

Recall the PDB with example.

Demonstrate the Hammett equation with their application.
Recall the term active site identification.

Demonstrate receptor surface analysis

Recall the term clinical trials.

Recall in-silico screening.

Apply the knowledge on methods for virtual screening of
compounds.

OR
Apply the knowledge on rationale for QSAR analysis.

Apply the knowledge on drug discovery & development.
Examine global minimum conformation with example.
Apply the knowledge on Receptor/enzyme-interaction.
Examine Hammett equation with their application.

Simplify drug receptor interactions with examples.

OR
Simplify the importance of statistical parameters.

Examine the types of in-silico drug design.
Discuss the basic steps involved in drug design.
Asses the various application of pharmacophore in drug design.

OR
Asses the structural classification of protein.
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