Table S2. Essential node pairs detected in four Fel d 1 simulated systems. Nodes
that appear more than once are grouped by color. Interactions detected between pairs by
PDBsum for the crystallographic structure are in parentheses.
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HB: hydrogen bond(s), NBC: non-bonded contacts, DS: disulfide bridge.
Note: There is a pair in the simulation with Ca*" (Leul29B-Arg127B) that connects the
interface pair (Asn91-Leul29) to the ‘hinge’ pair (Argl27-Asn37).



