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uantitative Structure-Activity Relationships (QSAR) represent an attempt to correlate structural or property descriptors
Qof compounds with activities. QSAR attempts to find consistent relationship between biological activity and molecular
properties, so that these rules can be used to evaluate the activity of new compounds. Earlier, drugs were designed by systemic
modification of chemical precursors using standard tools of medicinal chemistry. But, the approach of Edisonian research for
synthesizing organic molecules with an objective of obtaining medicinal compounds with desired biological activities is not
effective in the present days. As in the process, the prospective drug substances have to cross long and rigid methodologies of
tests and should satisty all the requirements which make the probability of success very little. The rational approach of drug
designing is, therefore, a natural choice to enhance probability of success as well as to minimize labor, time and cost. The
QSAR is based on Structure Activity Relation (SAR) approach. It uses physicochemical properties based on Hansch analysis
and Hammett equation once a 3D QSAR model is generated further optimized by molecular docking to predict the interaction
mode between the high/low potent ligands and protein (enzyme/receptor) parameters. Lipophilic parameters two parameters
are commonly used to relate drug absorption and distribution with biological activity, namely, the partition coefficient (P) and
the lipophilic substituent constant (p).
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