Computer Aided Drug

Design

Software

There are 2 types of CADD

o+ AP

free
ligand

receptor

ki
—
——

Ka

¢ s

ligand-receptor
complex

How is drug discovered? l |

Computers in

drug design
—

New approach
of drug
design

-—

What's a drug?

« Storage and retrieval of stroctures of target and

drug molecule,

« Develop information about QSAR,
+ T preddict affi

selectivity, hydrophobicing,
and other physicochemical properties,

» For virtual screening,
= For calculating Molecular Mechanics and

Molecular Dynamics,

= For docking and pharmacophore modeling,
« For lead optimization,

= Hrruciure prediction and
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What's a drug?




A drug is a substance used
to treat,cure, prevent or
diagnose a disease or
condition. it is otherwise
used to enhance physical or
mental well being.



How is drug discovered?




Forward
Pharmacology

is the traditional way of drug design which
is based on trial and error testing of chemical
substances on cultured cells or animals. it has
been the basis of drug discovery.







- It is a more recent drug discovery method that
is widely used today. its a process of finding
new medications based on the knowledge of a
Biological target.

- RDD frequently relies on computer modeling
techniques.

- This type of modeling is known as CADD
(computer aided drug design)




