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Supplementary Figure S1.

The BSEP pharmacophore and the assay substrate aligned to the BSEP pharmacophore. A, the BSEP pharmacophore
with the feature distances shown. The yellow spheres represent hydrophobic features and the red sphere represents a
hydrogen bond acceptor feature. B, the BSEP pharmacophore with t-Estradiol 17- ~-D-glucuronide), the MRP4
substrate used to produce the BSEP inhibitor data, aligned to the pharmacophore.
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Supplementary Figure S2.
Favorable and unfavorable molecular features for interactions with MRP4 and BSEP. These figures contain the 20 most
predictive molecular features for both favorable and unfavorable inhibitory activity against MRP4 and BSEP generated

using ECFP_6 and FCFP_6 fingerprints.




