Table S2. Dipyanone putative metabolites predicted with GLORYXx freeware and their prediction score (adjusted score for second-generation metabolites).

Dipyanone
ID Transformation E:)enr:lpe::iat:on Score Simplified molecular-input line-entry system (SMILES)
pA1 N -Oxidation Cy3HygNO, 29% [O-]IN+]3(C(CC(c1ccceet)(c2cecec2)C(=0)CC)C)CCCC3
pA2 Pyrrolidine opening to butanal Cy3Hy9NO, 29% O=C(C(c1cccee)(c2ccecec2)CC(NCCCC=0)C)CC
pA3 Oxidation to y-lactam Cy3Hy7NO, 29% O=C3N(C(CC(C(=0)CC)(c1ccceet)c2ceecc2)C)CCC3
pA4 Pyrrolidine hydroxylation (3') C,3Hy9NO, 29% O=C(C(c1cceceet)(c2ccececc2)CC(N3CCC(O)C3)C)CC
pA4-1 + O-Sulfation (hydroxyl) Cy3HgNO5S 29% 0=S(=0)(0O)OC3CCN(C(CC(C(=0)CC)(c1cceceet)c2ececcec2)C)C3
pA4-2 + O-Glucuronidation (hydroxyl) ~ CygH37NOg 28% 0O=C(0)C40C(OC3CN(C(C)CC(c1cceec)(c2ccecc2)C(=0)CC)CC3)C(0)C(0)C40
pAS5 Pyrrolidine hydroxylation (2') Cy3Hy9NO, 29% O=C(C(c1ccececet)(c2cececc2)CC(N3CCCC30)C)CC
pA5-1 + O-Sulfation (hydroxyl) Co3HgNOsS  28% 0=8(=0)(0O)OC3N(C(CC(C(=0)CC)(c1ccceet)c2ccececc2)C)CCC3




