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PubMed Abstract: 
The synthesis and structure-activity relationships (SAR) of p38alpha MAP kinase inhibitors based on heterobicyclic scaffolds are described. This effort led to the
identification of compound (21) as a potent inhibitor of p38alpha MAP kinase with good cellular potency toward the inhibition of TNF-alpha production. X-ray co-
crystallography of an oxalamide analog (24) bound to unphosphorylated p38alpha is also disclosed.
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 Interactions  

 Interactions & Densit

Binding Affinity Annotations 

ID Source Binding Affinity

LGF
BindingDB:  2QD9 IC50: 13 (nM) from 1 assay(s)

PDBBind:  2QD9 IC50: 13 (nM) from 1 assay(s)

Experimental Data
Method: X-RAY DIFFRACTION
Resolution: 1.70 Å
R-Value Free: 0.282 
R-Value Work: 0.251 
R-Value Observed: 0.252 
Space Group: P 2  2  21 1 1

Unit Cell:

Length ( Å ) Angle ( ˚ )

a = 65.65 α = 90
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Entry History 

Software Package:

Software Name Purpose

REFMAC refinement

DENZO data reduction

SCALEPACK data scaling

Length ( Å ) Angle ( ˚ )

b = 74.36 β = 90

c = 78.98 γ = 90

Structure Validation
View Full Validation Report

Ligand Structure Quality Assessment 

Worse 0 1 Better

Ligand structure goodness of fit to experimental data

Deposition Data
Released Date: 2007-08-21 
Deposition Author(s): Sack, J.S.

Revision History  (Full details and data files)

Version 1.0: 2007-08-21
Type: Initial release
Version 1.1: 2011-07-13
Changes: Version format compliance
Version 1.2: 2018-12-12
Changes: Advisory, Data collection, Derived calculations, Refinement description, Structure summary
Version 1.3: 2024-02-21
Changes: Data collection, Database references, Derived calculations, Refinement description
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