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Figure S1. Pairwise RMSDs between models. For each mutated complex, the pairwise heavy-atom
RMSDs between 20 generated models were computed; the average, minimum, and maximum
RMSD values are plotted (diamond, lower bar, and upper bar, respectively). The points on the X-
axis are ordered as in Table 1 (main text). Top: structures were generated using Modeller; bottom:
structures were generated using Rosetta.

Modeller generally creates more similar structures compared to Rosetta, which re-
sults in lower RMSD values. Higher variability is observed for the complexes involving
the RCS3 antigen, which is possibly due to the lower sequence similarity to the template
(template structure of the complex contains the 93THO057 antigen).
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