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3-amino-4-(phenylamino)-2H-chromen-2-one (4) 
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1-phenylchromeno[3,4-d]imidazol-4(1H)-one (6a) 
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2-methyl-1-phenylchromeno[3,4-d]imidazol-4(1H)-one (6b) 
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2-ethyl-1-phenylchromeno[3,4-d]imidazol-4(1H)-one (6c) 
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1-phenyl-2-propylchromeno[3,4-d]imidazol-4(1H)-one (6d) 
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2-(methoxymethyl)-1-phenylchromeno[3,4-d]imidazol-4(1H)-one (6e) 
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2-butyl-1-phenylchromeno[3,4-d]imidazol-4(1H)-one (6f) 
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2-heptyl-1-phenylchromeno[3,4-d]imidazol-4(1H)-one (6g) 
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2-isopropyl-1-phenylchromeno[3,4-d]imidazol-4(1H)-one (6h) 
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2-isobutyl-1-phenylchromeno[3,4-d]imidazol-4(1H)-one (6i) 
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N-(2-oxo-4-(phenylamino)-2H-chromen-3-yl)acetamide (7) 
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6H-chromeno[3,4-b]quinoxalin-6-one (8) 
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8,9,10,11-tetrahydro-6H-chromeno[3,4-b]quinoxalin-6-one (9) 
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Visualization of the protein (PDB code: 3PZW) was performed using UCSF Chimera.1 Water molecules were removed, missing residues were added 

with Modeller,2 hydrogen atoms and AMBER99SB-ILDN charges were added and the charge on iron was set to +2.0, with no restraint applied to the 

iron atom and the ligands. Ligand 3D coordinates were generated and minimised with OpenBabel3 using the MMFF94 force field.4 ACPYPE 

(AnteChamber PYthon Parser interfacE)5 was used to generate ligand topologies and parameters using Antechamber.6 Energy minimizations were 

carried out using the AMBER99SB-ILDN force field7 with GROMACS 4.6.5 as the molecular dynamics simulation toolkit.8 Docking was performed 

with AutoDock Vina (1.1.2)9 using a grid box of size 25 Å in X, Y, Z dimensions, centred on iron atom. UCSF-Chimera was used to generate docking 

input files and to analyze docking results. Docking was carried out with an exhaustiveness value of 10 and a maximum output of 20 docking modes.  
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