Insight into binding mode and crucial interaction of aminopyrimidine
derivatives as potential PknB inhibitors using molecular docking calculations
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Introduction

Results

Tuberculosis caused by mycobacterium
tuberculosis that it is major global public health
concern. Protein serine/threonine kinase B or
PknB is an attractive drug development target
because of its central importance in several
critical signaling cascades. Here, molecular
docking calculations were applied to investigate
the binding mode and crucial interactions of
aminopyrimidine derivatives in PknB binding
pocket as anti-tuberculosis agents.

Material and Methods
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Table 1 The results of binding energy form molecular docking calculations.
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Figure2 the crucial interactions of cpd1 (a), cpd7 (b) and cpd9 (c) in PknB binding pocket

Conclusions
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iThe initial conformation of all compounds -
were docked to PknB binding pocket (PDB I

] Hydrogen bond interaction with Val95 residue

] Pi-sigma interactions with Met145 and Met155 residues

. Hydrophobic interactions with Leul7, Phel9, Ser23, Val25, Ala38, Val72,
Met92 and Alal42 residues

] Based on the obtained result could be guideline for rational design novel

PknB inhibitor as anti-tuberculosis agents.
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