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The mitogen activated protein kinase “Transforming growth factor β receptor-associated kinase 1 or TAK-1” has emerged as an 
interesting therapeutic target for inflammatory diseases and cancer. TAK-1 is a member of the mitogen-activated protein kinase 

(MAPK) family and has been implicated in various signaling pathways. Identification of small molecule inhibitors of TAK1 may 
represent an exciting therapeutic approach for both inflammatory disease and cancer. In this study, the main focus was to use Multiple 
Linear Regression (MLR) analysis was employed to search for optimal 2D-QSAR model for activity prediction as well as valid 3D 
pharmacophore models for TAK-1 antagonists, using it in virtual screening of 50,000 compounds from ChemBridge for new lead 
compounds and find their interactions with catalytic residues of TAK-1 by molecular docking.
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