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Computational docking simulations of nitroanisole and nitrophenol with CYP2EI

nitrophenol. respectively. The first ligand is colored green, the second is colored magenta, the

third is colored yellow, and the fourth is colored purple in the results section in all result images.

SURFLEX-DOCK

Figure 12

This figure shows a singly docked 4-nitroanisole and the heme. The distance
of the oxygen from the heme is 7.768 A and the nitrogen is 3.137 A.

Figure 13

This figure shows a singly docked 4-nitrophenol and the heme. The distance of
the oxvgen from the heme is 7.656 A and the nitrogen is 3.111 A.
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Computational docking simulations of nitroanisole and nitrophenol with CYP2EI

Figure 21

This figure shows a singly docked 4-nitrophenol and the heme. The distance of the

oxygen from the heme is 5.726 A and the nitrogen is 7.499 A

The first 4-nitrophenol docked with the hvdroxyl group oriented toward the heme.
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