
ST019394 (6S)-6-((5S)-6-methyl(5,6,7,8-tetrahydro-2H-1,3-dioxolano[4,5-g]isoquinolin-5- yl))-6-hydro-2H-1,3-dioxoleno[4,5-e]isobenzofuran-8-one

Formula: C20H17NO6

  

MW: 367.36

  

MDL:

  

TNP: TNP00219

  

  

LogP: -2.13

  

LogS: -3.79

  

Acceptors: 6

  

Donors: 0

  

Rotation Bonds: 1
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ST019394 (6S)-6-((5S)-6-methyl(5,6,7,8-tetrahydro-2H-1,3-dioxolano[4,5-g]isoquinolin-5- yl))-6-hydro-2H-1,3-dioxoleno[4,5-e]isobenzofuran-8-one

  

Chiral Centers: 2

  

N+O: 7

  

LIPINSKY: 4

  

IUPAC: (6S)-6-((5S)-6-methyl(5,6,7,8-tetrahydro-2H-1,3-dioxolano[4,5-g]isoquinolin-5-
yl))-6-hydro-2H-1,3-dioxoleno[4,5-e]isobenzofuran-8-one

  

Smiles: c12C(O[C@@H](c1ccc1c2OCO1)([C@@H]1(c2c(cc3c(c2)OCO3)CCN1C)))=O

  

  

 2 / 2


