Table S1. Two hundred fifty-six complexes with the highest absolute affinities from

docking with AutoDock Vina (kcal/mol).

PDBID PATHWAY COMPOUND AF AVERAGE SD

1FCX Nuclear Receptor BAP -11,00 0,26
1FCX Nuclear Receptor APAP -6,9 0,00
1FCX Nuclear Receptor NAPQI -7,30 0,17
1G1U Nuclear Receptor BAP -10,90 0,00
1G1U Nuclear Receptor APAP -6,667 0,23
1G1U Nuclear Receptor NAPQI -6,633 0,06
1G1U Nuclear Receptor AM404 -8,73 0,25
1G5Y Nuclear Receptor BAP -10,83 0,06
1G5Y Nuclear Receptor NAPQI -6,633 0,25
1G5Y Nuclear Receptor AM404 -8,43 0,40
1GIH Cell Proliferation BAP -10,80 0,00
1GIH Cell Proliferation APAP-GLUTATHIONE -8,433 0,32
1HK4 Thyroid BAP -12,70 0,10
1HK4 Thyroid APAP -6,7 0,00
1HK4 Thyroid NAPQI -6,97 0,06
1HK4 Thyroid APAP-GLUTATHIONE -9,03 0,72
1HK4 Thyroid AM404 -8,80 0,35
1J1A Neuroprotection BAP -10,60 0,00
1J1A Neuroprotection AM404 -7,97 0,64
INSI Inflammation BAP -10,80 0,35
INSI Inflammation APAP -6,867 0,12
INSI Inflammation APAP-GLUCURONIDE -9,83 0,38
1INSI Inflammation APAP-GLUTATHIONE -8,467 0,32
10JC Neuroprotection APAP-GLUCURONIDE -9,47 0,15
10JC Neuroprotection AM404 -8,47 1,88
10L5 Cell Proliferation BAP -11,67 0,06
10L5 Cell Proliferation AM404 -8,37 0,38
1P8D Nuclear Receptor BAP -12,20 0,10
1P8D Nuclear Receptor NAPQI -6,90 0,00
1P8D Nuclear Receptor APAP-GLUCURONIDE -9,60 0,26
1P8D Nuclear Receptor AM404 -8,63 1,77
1RY8 Cytochrome P450 BAP -11,27 0,06
1RY8 Cytochrome P450 NAPQI -6,467 0,06
1RY8 Cytochrome P450 APAP-GLUCURONIDE -9,20 0,00
1TQN Cytochrome P450 BAP -11,00 0,00
1TON Cytochrome P450 NAPQI -6,8 0,10
1TQN Cytochrome P450 APAP-GLUTATHIONE -8,733 0,35
1TON Cytochrome P450 AM404 -8,50 0,17
1UY6 Heat Shock BAP -11,80 0,00
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5j20 Heat Shock APAP-GLUCURONIDE -9,27 0,06
5j20 Heat Shock AM404 -8,10 0,00

PDB ID: Protein Data Bank Identification Code. The runs were performed in triplicate.



