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Figure S1. Amyloidogenic potential of mature FimH (grey line). Regions with increased
aggregation propensity are observed along the entire length of FimH amino acid sequence. The
horizontal axis represents the amino acid sequence, while the vertical axis corresponds to the
number of individual prediction algorithms used by AMYLPRED2 (Tsolis et al., 2013). The blue
dotted line marks the 5-method default threshold of AMYLPRED2. The sequence of the selected
“aggregation-prone” segments for experimental study is highlighted with red (*3ANVYVNLA?Z),
orange (>3TDYVTL®), green (*2°LIAVLILRQT*3*) and purple (**?FQFVWNIYAN®1),
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Figure S2. Results of MD simulations for FimH lectin domain and butyl alpha-D-
mannopyranoside (DEG). (A) First (0 ns, left) and last (350 ns, right) frames of MD simulations.
The DEG molecule (colored in blue) retained its position at the binding pocket until the
completion of the 350 ns simulation (N: N-terminal, C: C-terminal). (B) Hydrogen bonds between
FimH and DEG. The DEG molecule interacts with the FimH lectin domain throughout the whole
simulation.
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Figure S3. Number of intermolecular hydrogen bonds between FimH lectin domain and
IBANVYVNLAZ>, S3TDYVTL®® and #2FQFVWNIYAN?! peptide-analogues (grey diagrams),
respectively, as well as between FimH lectin domain and DEG (blue diagrams), over time. The
number of hydrogen bonds between the FimH lectin domain and these three peptide-analogues
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has large fluctuations during the simulation. Also, in many instances, it reaches zero, contrary to
what was observed in the case of '%LIAVLILRQT'**peptide-analogue (Figure 4B). Similar
fluctuations are observed in the number of hydrogen bonds between the FimH lectin domain and

DEG.
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