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Fig. S1 The detail difference of binding mode between (a) zanamivir and (b)
chlorogenic acid



Fig. S2 The sequence of NanA

Fig. S3 The structure of Chlorogenic acid



Fig. S4 The grid detail used in the docking simulation

Tab. S1 Protonation states for titratable residues of NanA
Protonated residues in complex

ChainA
all Arg, all Lys;

Asp417, Asp434, Glu620, His612,
His 634

ChainB
all Arg, all Lys;

Asp364 Asp417, Asp434, His612,
His634


