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Note: All questions are compulsory. Carrying of mobile phone during examinations will pe treated

as a case of unfair means. Provide example and schematic diagram wherever applicab

1. Each question carries 1 mark.
a.

Section A (9 Marks)

Tanimoto coefficient is calculated using fragments/fingerprints.

how do you overcome them?

Suppose you would like to use quantitative structure activ
find new lead. When the QSAR model developed fror

What are the advantages of Caco-2 cell lines us
fragment-based approach? '

How do pharmacokinetics and pharmacod rinciples help to decide initial lead
molecules?

How do you determine active mgle Sainst a target using recursive partitioning
method?

What is the major application, e matrix and why do the upper and lower halves of
the matrix differ?

Section B (13.5 Marks)

uestion carries 4.5 marks.
Suppose you have a 3D molecular database. How do you convert it into a pharmacophoric
database (explain where do you get the data and how do you annotate them)? What types of
options do you provide to the users so that the user can explore it maximally? (3.5+1)
Four molecules and their number of conformations will be provided. How do you determine
pharmacophore using clique detection technique? What are the advantages of this method as
compared to ensemble distance-geometry technique? (3+1.5) P.T.O.



C.

3. Each question carries 4.5 marks.

a.

Suppose an active site is known to be flexible and inhibitors against this active site are also
known. More than 3000 descriptors from different categories can be determined for the
inhibitors. What types of descriptors do you need to consider initially and why? How do you
come up with reasonable set of descriptors that are related to activity? How do you modify
or design new ligands based on your data? (1.5+2+1)

Section C (22.5 Marks)

How do you identify lead molecules using mix and split synthesis met}fe
create a diverse virtual library using combinatorial chemistry princigle g
computationally identify potential compounds from this library? (
How do you generate pharmacophore using protein-protein
ascertain the accuracy of the model? What is the structuf
method and discuss the unique applications of both the mg

The absorption, distribution, metabolism, excretio Ricity (ADMET) prediction is
do you develop models for
irug can be predicted? How do you

oring method to predict metabolism?

more biology than chemistry of a drug molg
cytochrome P450 isoenzymes, so that metabo
use pharmacokinetics modeling and e
(2.5+2) :
Why are the grid-based QSAR methéd
grid points? Make a compargfivg

fpular today and what values are stored at each
ysis among G-WHIM, CoMFA and 3D-Morse

you develop a model which classifies the data using principal
#A) method? How do you validate the model and also how do you
use it for neyff Tegd distovery and refinement? (2.5+2)



