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Supplementary Fig. 1 Visualization of the heavy atom distribution scheme as described earlier* using glibenclamide as example.
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Supplementary Fig. 2 Visualization of rather unspecific (a) and rather specific (b) substructures.
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Supplementary Fig. 3 Biological Assessment of hit compounds 4, 7, 8, 11, 13, 28, 29, 30, 32,
41, 46, 47, 50, 58, and 59 (10 uM) against ABCB1 (a), ABCC1 (b), and ABCG2 (c) in
calcein AM (a), daunorubicin (b), and pheophorbide A (c) assays using ABCB1-expressing
A2780/ADR (a), ABCCl-expressing HG9AR (b), and ABCG2-expressing MDCK Il BCRP (c) cells as
described earlier.?
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