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Table S1. Structures, LF biological activities, references, compound designators, and docking scores for

screening set compounds in dataset DB1A. Asterisk next to biological activity value denotes

inclusion in training set DB1A_Training.

LF IC5 or Compound Docking Score
Structure K; (uM) Reference Designator (Surflex-Dock)
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Table S2. Structures, LF biological activities, references, compound designators, and docking scores for

screening set compounds in dataset DB1B.
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Structure (uM) Reference Designator | (Surflex-Dock)
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Table S3. Structures, LF biological activities, references, compound designators, and docking scores for

screening set compounds in dataset DB1C.
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Table S4. Structures, LF biological activities, references, compound designators, and docking scores for

screening set compounds in dataset DB1D.

LF ICs
orK; Compound | Docking Score
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Table S5. Structures, LF biological activities, references, compound designators, and docking scores for

screening set compounds in dataset DB1E.
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orK; Compound | Docking Score
Structure (uM) Reference | Designator (Surflex-Dock)
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Table S6. Pairwise distances (A) between features in final pharmacophore hypothesis UM1.

Pairwise F6 |F7 |F8 |F13 |F20 |F21 [F22 |F23
Distance (A) | Hyd | Hyd | Hyd | Acc | Hyd | Acc | Acc | Don
F6 4.631845[1.69[ 6.06|1.55| 5.03|1.12
Hyd"
F7 3.8914.43110.53|586| 9.20 | 5.36
Hyd
F8 8.03 | 14.4219.75112.78 | 9.06
Hyd
F13 6.96 | 2.78 | 6.26 | 1.48
Acc
F20 4.67| 4.32|5.81
Hyd
F21 4531192
Acc
F22 4.79
Acc
F23
Don

“Hyd = hydrophobic; Aro = aromatic; Acc = hydrogen-bond acceptor; Don = hydrogen-bond donor
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