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Figure S1. Root mean-square deviation (RMSD) values calculated on protein heavy atoms for the three
simulation replicas of the inward-facing conformation as a function of simulation time.
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Figure S2. RMSD values calculated on protein heavy atoms for the three simulation replicas of the
outward-facing conformation as a function of the simulation time.
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Figure S3. RMSD values calculated on protein heavy atoms for the three simulation replicas of the Fe_ WT
as a function of the simulation time.
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Figure S4 Structural comparison of the inward-facing (rainbow helices) and outward-facing states (white
helices), (A front view; B front view rotated of 180°; C extracellular view; D intracellular view).
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Figure S5. Structural representation of the main iron interacting residues (panels A,C,E,G,1, K,M,0,Q,S),
and iron persistence histogram (in percent of the simulation time) (panels B,D,F,H,J,L,N,P,R,T), for every
20 ns interval. The persistence has been calculated by an in-house written script. Residues are colored by
atom type; iron is colored in yellow.
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Figure S6. Density calculated for the lipids headgroups (phosphatidylcoline, PC; phosphatidylethanolamine,
PE) and for the acyl chains (lauroyl, LA) of the membrane, averaged along the trajectory and the surface area of

the inward-facing BdFpn structure.
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Figure S7. Density calculated for the lipids headgroups (phosphatidylcoline, PC; phosphatidylethanolamine,
PE) and for the acyl chains (lauroyl, LA) of the membrane, averaged along the trajectory and the surface area of

the outward-facing BdFpn structure.

Partial density

0.40 - — LA

—— PC
0.35 - — PE
0.30 A

Density (AMU A-3)
o o
N N
S G

o

-

w
L

40 -30 -20 -10 0 10 20 30
Z-Coordinate (A)
Figure S8. Density calculated for the lipids headgroups (phosphatidylcoline, PC; phosphatidylethanolamine,

PE) and for the acyl chains (lauroyl, LA) of the membrane, averaged along the trajectory and the surface area of

the inward-facing BdFpn structure with an excess of Fe?* ions.
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Figure S9. Thickness of the membrane bilayer of the inward-facing BdFpn structure measured along the

trajectory.
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Figure S10. Thickness of the membrane bilayer of the outward-facing BdFpn structure measured along the

trajectory.



Int. ]. Mol. Sci. 2020, 21, x FOR PEER REVIEW 90f9

Thickness
4.0

3.75 A

Thickness (nm)

N w

= w ] w

o o w v
) )

0 25 50 75 100 125 150 175 200
Time (ns)

Figure S11. Thickness of the membrane bilayer of the inward-facing BdFpn structure with an excess of Fe?* ions

measured along the trajectory.



