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Scheme S1: Mechanismatic pathway for synthesizing a-aminophosphonates using LiClO4 as a catalyst
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Molecular docking
figures



Arg232

His125

Superimposition of the co-crystallized ligand (turquoise) and the re-docked co-crystallized (green) through the validation process that
exhibited that the co-crystallized ligand showed binding energy S = - 17.69 kcal/mol with RMSD = 1.53 A.



2D structure of co-crystallized ligand inside the active site of Mur A (PDB: 1AUE)



3D structure of co-crystallized ligand inside the active site of Mur A (PDB: 1AUE)



2D structure of most active diphenyl a-aminophosphonate derivatives 5a inside the active site of Mur A (PDB: 1AUE)
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3D structure of most active diphenyl a-aminophosphonate derivatives 5a inside the active site of Mur A (PDB: 1AUE)



-
--------------

.\M/p ol

2D structure of most active diphenyl a-aminophosphonate derivatives 5b inside the active site of Mur A (PDB: 1AUE)



3D structure of most active diphenyl a-aminophosphonate derivatives Sb inside the active site of Mur A (PDB: 1AUE)
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2D structure of most active diphenyl a-aminophosphonate derivatives Fosfomycin inside the active site of Mur A (PDB: 1AUE)
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3D structure of most active diphenyl a-aminophosphonate derivatives Fosfomycin inside the active site of Mur A (PDB: 1AUE)



DFT calculations Figures



5a HOMO

5a LUMO




5b HOMO

5b LUMO

Fosfomycin HOMO

Fosfomycin HUMO




MEP maps 5a

MEP maps 5b




Fosfomycin MEP maps




