
S4 File. Docking studies
 

To locate the possible binding pocket in eIF2  we performed docking calculations for the GA 

methyl ester 2 using Vina [1]. 

kinases from the Protein Data Bank in Europe (PDBe), accession number 1q46, for our 

calculations [2], and the PRODRG server to get the coordinates and charges. The known 3D 

chiral centers were checked. During a first run we determined the residues involved in the 

interaction. In a second run we allowed torsion angle changes in all related side chains. The 

calculations were performed using the known 3D structure of GA.
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Figure: The calculated binding pocket of GA methyl ester 2 in 

plot. The results suggest that the aliphatic ends of 

carboxylic ends to Glu 14, Asp 17, and Tyr 38. 
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Docking studies 

To locate the possible binding pocket in eIF2α we performed docking calculations for the GA 

]. We used the coordinates of the target region for eIF2  specific 

Protein Data Bank in Europe (PDBe), accession number 1q46, for our 

ODRG server to get the coordinates and charges. The known 3D 

chiral centers were checked. During a first run we determined the residues involved in the 

on. In a second run we allowed torsion angle changes in all related side chains. The 

calculations were performed using the known 3D structure of GA. 

The calculated binding pocket of GA methyl ester 2 in eIF2α

. The results suggest that the aliphatic ends of 2 are bound to Ala 130 and Ala 140, the 

carboxylic ends to Glu 14, Asp 17, and Tyr 38. (B) 3D representation of the docking solution.
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To locate the possible binding pocket in eIF2  we performed docking calculations for the GA 

We used the coordinates of the target region for eIF2α specific 

Protein Data Bank in Europe (PDBe), accession number 1q46, for our 

ODRG server to get the coordinates and charges. The known 3D 

chiral centers were checked. During a first run we determined the residues involved in the 

on. In a second run we allowed torsion angle changes in all related side chains. The 

eIF2α. (A) 2D interaction 

are bound to Ala 130 and Ala 140, the 

(B) 3D representation of the docking solution.  
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