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Supplementary information, Figure S5 Simulation of dimeric UraA with protonated
His245.

(A) Representative snapshot of UraA dimer with protonated His245 in a POPC bilayer
from simulation of system B. Lipids are shown in sticks. Protomers P1 and P2 are
shown in cartoon, with core domains colored cyan, and the gate domains of P1 and P2
colored blue and light orange, respectively. Uracil molecule is shown as spheres. (B)
Representative snapshots of the substrate binding site of protomers P1 and P2 in
system B. Uracil and residues involved in uracil interactions and H'-translocation are
shown as sticks. Crystallographic waters Watl and Wat2 are shown in red/white stick
representation.  (C) Time series of the distance between carboxyl group of Glu241

and Glu290, and N- groups of uracil in protomers P1 and P2 of system B.



