
ST057180 Aristolochic acid, mixture of I and II (~1:1)

Formula: C20H19NO5

MW: 353.37

CAS: 476-32-4

MDL: MFCD00266443

TNP: TNP00274

LogP: 5.47

LogS: -5.41

Acceptors: 5

Donors: 1

Rotation Bonds: 1

Chiral Centers: 3

N+O: 6

LIPINSKY: 4

IUPAC: 13-methyl-6,7,13,14,12b,5b-hexahydro-2H,10H-1,3-dioxolano[4'',5''-8',7']phenan
thridino[4',3'-2,1]benzo[4,5-d]1,3-dioxolen-6-ol

Smiles: c12c(C3C(N(C)C1)c1cc4OCOc4cc1CC3O)ccc1OCOc21

  

 1 / 1


