Understanding binding modes and binding interactions of 4-oxocrotonic acid as highly potential PknB
Inhibitors through computer aided drug design
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Introduction Results

TB situation in THAILAND
> Method validation

Ref. Structure 18, 606—615,

Ser/Thr protein kinase (STPK) highly conserved in
Gram-positive bacteria and apparently essential for
Mycobacterial viability. Essential for cell division and
metabolism, expressed in exponential growth and
overexpression causes defects in cell wall synthesis
and cell division. This enzyme has been identified as
tuberculosis drug development target. This work the
binding mode and crucial interactions of 4-oxocrotonic
Ref. www.who.int/tb/data acid derivatives using Autodock 4.2 program

Material and Methods

» Binding mode and crucial interaction
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with highly and more potent against mycobacterium tuberculosis.




