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Table S1. Compound type statistics.
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For all 39 data sets, the ChEMBL Target ID and the number of compounds (#Cpds) are
provided. In addition, the distribution of highly potent activity cliff partners (#hpCPs), C
and D compounds are reported. Only hpCPs are considered that yield qualifying
pathways with positive potency progression. These hpCPs are subdivided into B
compounds, D compounds, and compounds in activity cliff-dependent pathways
(acPaths). Furthermore, D compounds are partitioned into singletons, undetected D
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compounds (D w/o B and C), D compounds detected only by activity cliff-dependent
pathways (#D from only B), D compounds detected only by activity cliff-independent
pathways (#D from only C), and D compounds in merging pathways (#D from B and C).
For each data set, the lowest compound potency (Min), highest potency (Max), and the

potency range are listed as pK; values.



