PROJECT #3: DRUG DESIGN
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PostScript files * ps generated by LigPlot can be viewed with
kghostview on Linux.
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If you use CDK2/ATP complex 1gmz, dock only adenosine part of ATP.
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PROJECT #3. DRUG DESIGN

FLOWCHART

I. Analysis
X-ray crystal structure of
template complex

> X-ray crystal
structure

Il. Method selection
Dock ATP with DOCK,
and GOLD.

2 dockings Select the best method J

11l. Throughput screening \
Dock 2 molecules from
the database to PfPKB6.
2 dockings Select the Hit.

IV. Design of a new drug
Create 2 new analogues > PfPK6
of the hit. Dock a new

lead series to PfPK6 model

2 dockings

V. New drug evaluation
Analyze new lead site
interactions. Conclusions.
Future directions )




