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Table S1. Comparative analysis of the EROS (1, 2) and two Backrub ensembles (4) 
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Analysis was carried out for structures with and without the C-terminal tail and for backbone (bb) and side-chain atoms (sc), separately. The rmsd calculations are presented for the binding-site atoms (0.5 Å range) and the whole molecule (25 Å range). d value is defined as (rmsd0.5Å  -  rmsd25Å)/rmsd25Å) x 100%. The median of the p-value distribution is presented for the binding site only (0.5 Å range). The average p-value (for pooled data) is given for the binding site only. The percentage of structures with p-value < 0.1 is given for four distance ranges from the binding site.
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