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KEY POINTS                                              
  > Human CK2α2 is an enzyme that belongs to the Serine/threonine       

protein kinase family which is involved in signal transduction. 
  > Over expression of human CK2α2 leads to kidney cancer. 
  >Apigenin, VX680, Sunitinib, CCK and SUI4813 were the existing  

inhibitors of human CK2α2  showing side effects. 

 

Five existing inhibitors of human CK2α2 

VX680 Apigenin Sunitinib CCK SUI481

MATERIALS AND METHODS 
 

Retrieval of co–crystal structure of human CK2α2  

 

 

Prediction of ligand binding site  

 

 

      Structural analogue search through Virtual screening 

 

 

Docking analysis through Schrodinger software 
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A) Docking complex of human CK2α2 with lead 1. 

B) H-bond network in the docking complex 

C) Comparison of lead docking scores with published inhibitors 
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Active site residues 

 

Arg 44, Leu 46, Val 

54, Val 67, Lys 69, 

Ile 96, Phe114, Tyr 

116, Ile 117, Asn 

119 , His 161, Met 

164, Ile 175 and 

Asp 176  

C 

Conclusion:  
 

Human CK2α2-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 CK2α2 was proposed as novel antagonist 

against cancer. 
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