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Supplementary Movie 1. Molecular dynamics (MD) simulations of NADA and AEA in Configuration 1. MD simulations were performed for 50 ns as described in the Methods section. In this configuration, AEA is bound in the PUFA binding pocket and NADA in the substrate access channel. Green spheres represent the 14’ and 15’ positions of NADA.
Supplementary Movie 2. Molecular dynamics (MD) simulations of NADA and AEA in
Configuration 2. MD simulations were performed for 50 ns as described in the Methods section. In this configuration, AEA is bound at the entrance of the substrate access channel and stabilizes the binding of NADA near the heme. Green spheres represent the 14’ and 15’ positions of NADA.
Supplementary Movie 3. Molecular dynamics (MD) simulations of NA5HT and AEA in Configuration 1. MD simulations were performed for 50 ns as described in the Methods section. In this configuration, AEA is bound in the PUFA binding pocket and NA5HT in the substrate access channel. Green spheres represent the 14’ and 15’ positions of NA5HT.
Supplementary Movie 4. Molecular dynamics (MD) simulations of NA5HT and AEA in Configuration 2. MD simulations were performed for 50 ns as described in the Methods section. In this configuration, AEA is bound at the entrance of the substrate access channel and stabilizes the binding of NA5HT near the heme. Green spheres represent the 14’ and 15’ positions of NA5HT.
