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File: Supp_Table S1.txt

Table S1. Tab separated file of the performance of the seven LBS-prediction methods across
every individual protein structure used in this analysis. The P, R, F, and MCC values for all
methods are given for every individual protein in our dataset. Proteins are annotated with their
PDBId, their family number, whether they are apo or holo, and whether they also appear in the
structures in CryptoSite.

File: Supp_Table_S2.txt

Table S2. Tab separated file of the performance of the seven LBS-prediction methods
aggregated for every protein family used in this analysis. For the apo and holo proteins in each of
the 304 protein families, average RMSDs for the whole structure and just the UBS are given.
Also, the median MCC and median F scores are given for each method across each protein
family. It is also noted whether the protein family’s sequence has >90% sequence identity to the
structures in CryptoSite.



Figure S1. Protein flexibility across each family compared to F score. Family maximum global
Co« RMSD vs Family Median F score of apo and holo protein structures for A) Surfnet, B)

Ghecom, C) LIGSITEcs, D) Fpocket, E) Depth, F) AutoSite, and G) Kalasanty.
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Figure S2. Protein flexibility across each family compared to MCC score. Family maximum

global C, RMSD vs Family Median MCC of apo and holo protein structures for A) Surfnet, B)
Ghecom, C) LIGSITEcs, D) Fpocket, E) Depth, F) AutoSite, and G) Kalasanty.
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