In-silico identification of potential antagonists for human Casein Kinase 11 sub-
unit alpha'(CK22a2)
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> Human CK202 is an enzyme that belongs to the Serine/threonine )
protein kinase family which is involved in signal transduction. B N e
> Over expression of human CK2a2 leads to kidney cancer. h
>Apigenin, VX680, Sunitinib, CCK and SUI4813 were the existing Glide XP Gscore: -13.$5Kealnol
inhibitors of human CK202 showing side effects. ollcular welghts 400,95 daltons
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Glide XP Gscore: -12.94Kcal/mol Glide XP Gscore: -12.70 Kk cal/mol
Molecular weight: 470.53 daltons Molecular weight: 457.56 daltons
Five existing inhibitors of human CK2a?2 Lead-5
OH “ Lead-6
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Retrieval of co—crystal structure of human CK2¢2 Clide XP Gecore: -12.31Keal/mol
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Molecular weight: 387.74 daltons
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Prediction of ligand binding site
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Structural analogue search through Virtual screening
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Docking analysis through Schrodinger software
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A) Docking complex of human CK2a2 with lead 1.
B) H-bond network in the docking complex

C) Comparison of lead docking scores with published inhibitors
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Human CK2a2-lead 1 docking complex was well correlated with native
co-crystal structure and the residues Ile 117, Asn 119 are participated

in forming H-bond network. Hence, lead 1 with good docking score and
binding affinity to human CK202 was proposed as novel antagonist
against cancer.




