Table S1. Biotransformation, elemental composition, probability score, and Simplified Molecular-Input Line-Entry Specification (SMILES) of anamorelin metabolites predicted with GLORYx

software.

ID Transformation E(I)iznpeonstftl:on (So/z)ore SMILES

Parent C31H4oNgO3 CC(C)(C(=O)NC(CC1=CNC2=CC=CC=C21)C(=0O)N3CCCC(C3)(CC4=CC=CC=C4)C(=O)N(C)N(C)C)N
pM1 N -Acetylation C33H44NgO4 88 O=C(N2CCCC(C(=O)N(N(C)C)C)(Cclcccecl)C2)C(NC(=0)C(NC(=0)C)(C)C)Cc4c3ccecec3ncs

pM2  Aromatic Hydroxylation C31H4oNgO4 36 O=C(N2CCCC(C(=O)N(N(C)C)C)(Cclcccecl)C2)C(NC(=0)C(N)(C)C)Cc4ac3ccc(O)cec3ncs

pM3  Aromatic Hydroxylation C31H4oNgOy 36 O=C(N2CCCC(C(=O)N(N(C)C)C)(Cclcccecl)C2)C(NC(=0)C(N)(C)C)Cc4ac3ccec(O)c3nca

pM4  Aromatic Hydroxylation C31H4oNgO4 36 O=C(N2CCCC(C(=O)N(N(C)C)C)(Cclcccecl)C2)C(NC(=0)C(N)(C)C)Cc4ac3cc(O)cce3ncs

pM5  Aromatic Hydroxlation C31H4oNgOy 36 O=C(N2CCCC(C(=O)N(N(C)C)C)(Cclcccecl)C2)C(NC(=0)C(N)(C)C)Cc4ac3cceece3ncdO

pM6 N -Demethylation C30H4oNgO5 30 O=C(N2CCCC(C(=O)N(NC)C)(Cclcccccl)C2)C(NC(=0)C(N)(C)C)Cc4c3cecce3ncsd

pM7  Aliphatic Hydroxylation C31H4oNgO4 30 O=C(N2CCCC(C(=O)N(N(C)CO)C)(Cclcccecl)C2)C(NC(=0)C(N)(C)C)Cc4ac3cceecec3ncd

pM8 N -Oxidation C31H4oNgO4 30 O=C(N2CCCC(C(=O)N(IN+](JO-D(C)C)C)(Cclcccecl)C2)C(NC(=0)C(N)(C)C)Cc4ac3cceee3ncs

pM9 N -Glucuronidation C37H50NOg 30 O=C(N(N(C)C)C)C5(Cclcccccl)CCCN(C(=O)C(NC(=0)C(NC20C(C(=0)0)C(0)C(0O)C20)(C)C)Cc4c3cceece3ncd)Ch
pM10 N -Oxidation C31H4oNgO, 28 O=C(N2CCCC(C(=0O)[N+](JO-D(N(C)C)C)(Cclccceecl)C2)C(NC(=0)C(N)(C)C)Cc4ac3ccecee3ncs

pM11 N -Demethylation C3oH40Ns03 28 O=C(N2CCCC(C(=O)NN(C)C)(Cclccccel)C2)C(NC(=0)C(N)(C)C)Cc4c3cccce3nc4d

pM12 Aliphatic Hydroxylation C31H4oNgO4 28 O=C(N2CCCC(C(=O)N(N(C)C)CO)(Cclcccecl)C2)C(NC(=0)C(N)(C)C)Cc4ac3ccecec3ncd




