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

Dipyanone

ID
Elemental 
composition

Score Simplified molecular-input line-entry system (SMILES)

pA1 N -Oxidation C23H29NO2 29% [O-][N+]3(C(CC(c1ccccc1)(c2ccccc2)C(=O)CC)C)CCCC3
pA2 Pyrrolidine opening to butanal C23H29NO2 29% O=C(C(c1ccccc1)(c2ccccc2)CC(NCCCC=O)C)CC
pA3 Oxidation to γ-lactam C23H27NO2 29% O=C3N(C(CC(C(=O)CC)(c1ccccc1)c2ccccc2)C)CCC3
pA4 Pyrrolidine hydroxylation (3') C23H29NO2 29% O=C(C(c1ccccc1)(c2ccccc2)CC(N3CCC(O)C3)C)CC

pA4-1 + O -Sulfation (hydroxyl) C23H29NO5S 29% O=S(=O)(O)OC3CCN(C(CC(C(=O)CC)(c1ccccc1)c2ccccc2)C)C3
pA4-2 + O -Glucuronidation (hydroxyl) C29H37NO8 28% O=C(O)C4OC(OC3CN(C(C)CC(c1ccccc1)(c2ccccc2)C(=O)CC)CC3)C(O)C(O)C4O

pA5 Pyrrolidine hydroxylation (2') C23H29NO2 29% O=C(C(c1ccccc1)(c2ccccc2)CC(N3CCCC3O)C)CC
pA5-1 + O-Sulfation (hydroxyl) C23H29NO5S 28% O=S(=O)(O)OC3N(C(CC(C(=O)CC)(c1ccccc1)c2ccccc2)C)CCC3

Transformation


