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CHAPTER 4

In-Silico Approaches in Drug Discovery and Design
of Anti-Allergic Agents

Purusottam Banjare, Ajay Singh Sarthi, Jagadish Singh and Partha Pratim
Eov’

Institure of Pharmaceutical Sciences, Gury Ghasidas Fishwanidyalaya (4 Central Universityl,
Bilampur 4335 009, India

Abstract: The process of dmg discovery is a long back episode appesaring from the
ancient times. The therapeutic applications of plants, mineral were recorded in ancient
civilizations like Chinese, Hindus, and Ewropean. The development of the new dmg
from lead'hit molecnles is a very expensive event considering money, Manpower as
well as time. The iraditional approach inchides the synthesis of compounds im
laboratory which is 8 tme-consuming process and their testing in m-wive biological
azzays. The in silice approaches are often known as high throughput screening methods
(HTS) viriual screening mainky applied in the early phases of dmgz discovery It helps
the researchers to go desp inte in silico simulation prior to wet laboratory experiments.
The statistics highlizhted that there is a shift from 10% to 20% by the pharmacentical
industries in pharmacentical B&D on computer modeling and simulations. In late
1900 FD'A identified that poor pharmacokinetic parameters (ADME/ Tox) were one of
the major cause of late stage failure of dmg candidates for clinical trials. In the past
decade, there was a remarkable growth of computational approach in bridging the
chemical and biclogical process in dmg discovery pipeline The advent of the arena of
in silico approaches was made possible by the advancement of software and hardware
computational ability and afurther increase in precision and sccuracy. The incidents of
allergic disesses like bromchial asthma allergic rhinoconjunctivitis and atopic
dermatitis are increasing. Drugs in this categories act through different targets like
inhibitors of histaminic receptors, leukotrienes thromboxinase-A? mhibitors, mast cell
stabilizer In thic context, the chapter tries to give smphasis on different recent targets
for amtiallergic agents and abrief overview on i silice methods as well as
computztional stodies carried owt for the targets in accelerating the dmg discovery for
the sntiallergic agents for controlling the above-mentioned disease.
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