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Figure S1: Prediction and validation of AfBgl1.3 tridimensional structure.
A) Sequence coverage from the alignments made for structure prediction. B)
pLDDT for each model predicted, showing the confidence metric per residue. For
the model used in this study, confidence values were pLDDT = 97.4, pTM=0.953.
C) PAE (Predicted Alignment Error) plot for the model used in the study, showing
the high model quality. D) Ramachandran plot and (E) PROCHECK summary. It



is possible to notice that 93.2% of residues are located in the most favored
regions, indicating a good quality model (>90%). Considering the unusuality
measurement, G-factors were 0.35 (dihedrals), -0.23 (covalent), and 0.13
(overall), indicating that the model can be used for the proposed objective in this
article, although some energy minimization may be needed for molecular

simulation studies



