
ST019384 3-(2H,3H-benzo[e]1,4-dioxan-6-yl)-4-oxo-7-[3,4,5-trihydroxy-6-(hydroxymethyl)- 2,3,4,5,6-pentamethyl(2H-3,4,5,6-tetrahydropyran-2-yloxy)]chromene-2-carboxylic acid

Formula: C29H32O12

  

MW: 572.57

  

MDL: MFCD01032819

  

TNP: TNP00082

  

  

LogP: 2.36

  

LogS: -3.75

  

Acceptors: 12

  

Donors: 5

  

Rotation Bonds: 10
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ST019384 3-(2H,3H-benzo[e]1,4-dioxan-6-yl)-4-oxo-7-[3,4,5-trihydroxy-6-(hydroxymethyl)- 2,3,4,5,6-pentamethyl(2H-3,4,5,6-tetrahydropyran-2-yloxy)]chromene-2-carboxylic acid

  

Chiral Centers: 5

  

N+O: 12

  

LIPINSKY: 2

  

IUPAC: 3-(2H,3H-benzo[e]1,4-dioxan-6-yl)-4-oxo-7-[3,4,5-trihydroxy-6-(hydroxymethyl)-
2,3,4,5,6-pentamethyl(2H-3,4,5,6-tetrahydropyran-2-yloxy)]chromene-2-carboxylic acid

  

Smiles:
c1(c(oc2c(c1=O)ccc(OC1(C(C(O)(C)C(C(O1)(CO)C)(O)C)(O)C)C)c2)C(=O)O)c1cc2OCCOc2cc
1
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