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S8 Fig. Secondary structure topology and key intra-protein H-bonds. Secondary structure
topologies for (A) RsBcsA and (B) AtumcCrdS, produced with TopDraw (Bond 2003), are shown with
a-helices displayed as cylinders and coloured purple for TM helices; grey for interfacial helices;
green for cytosolic helices, with B-strands represented as arrows with different shades of red
distinguishing different B-sheets. Dark orange lines represent H-bonds observed in both RsBcsA and
AtumCrdS simulations, with blue only observed in either RsBcsA or AtumCrdS simulations, not both.
Solid lines represent stronger occupancy across all simulations, dashed lines lower occupancy or not
observed across all simulations. Donor and acceptor residues are labelled for each H-bond. For a
better appreciation of the spatial environment, H-bonds that were observed for both RsBcsA and
AtumCrdS simulation are shown in (C) with those that were found in RsBcsA simulations but not in
the AtumCrdS simulations displayed in (D). Donor and acceptor residues are labelled with Co. atoms
represented as spheres and joined to their H-bond partner with a rod, coloured to distinguish the
different H-bonds.
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