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DESCRIPTION
Since its beginnings in 1981, Computer-Aided Drug Design 
(CADD) has been credited with helping to shape current trends 
in chemical characterisation for drug discovery. When compared 
to High-Throughput Screening (HTS), it represents a step 
forward because it involves less effort to create the compound or 
prior knowledge and produces more hit compounds, from which 
promising candidates have been selected. In order to optimise 
lead compounds by enhancing their biological properties (like 
affinity and ADMET), CADD typically screens out large 
compound libraries into smaller clusters of predicted active 
compounds. From a nucleating site, it then assembles 
chemotypes by fusing fragments with optimized function. To 
choose representatives from screening libraries, clustering has 
been used molecules that directly bind to the target are among 
the screening hits, along with a larger number of nonspecific 
compounds that must be filtered out via a triaging method. As a 
result, a huge collection with many potential hits is further 
reduced and organised into series.

To ensure that compounds are properly sorted throughout a 
wide range of chemical classes, computational chemistry 
techniques have been developed to group hits based on structural 
similarity. As a result, the choice of hits would depend on the 
chemical cluster, potency, and other elements like ligand 
efficiency (which gives an idea of how well a compound binds for 
its size). A better processing of the data associated with a large 
number of compounds screened against the target molecules or 
proteins for leads has been made possible by the growing 
deployment of various computational approaches in drug 
discovery. The discovery of lead molecules from databases has 

been made possible by computational methods, which also aid in 
defining and elaborating the intensity of the interaction between 
ligands and targets. Although HTS has a poor hit rate due to its 
lack of specificity, this could restrict its use and effectiveness 
when screening huge compound libraries. Compared to standard 
HTS, CADD takes a more focused approach to producing 
"HITS."

CONCLUSION
It is crucial to identify the source of chemical data that are 
available for this purpose because screening big databases of 
freely available molecules is one of the computational ways that 
can help drive the identification of new bioactive chemicals. 
Over the past few years, various chemical databases have been 
created and examined by our team. It's important to highlight 
that there is growing interest in databases of natural products 
and dietary ingredients, which are recognised to represent a wide 
range of chemical diversity with underlying scaffold complexity 
and architectures. The computer-aided drug design emphasises 
the origins of original ideas and interpretations of the 
interactions underlying molecular recognition in biological 
systems. As access to computing hardware grows less limited, 
oversimplifying assumptions are gradually being dropped, and 
experimental data has forced a greater understanding of the 
dynamics of molecular interactions. Molecular modelling is now 
reliable enough to be used as a regular tool in molecular biology. 
However, abuses will continue to be widespread unless the user 
has a solid understanding of the tools' utility and limitations. 
Future prospects for Computer-Assisted Drug Design (CADD) 
are still brilliant.
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