
ST033522 (2S,3S)-2-[(2S,3S)-3-(4-hydroxy-3-methoxyphenyl)-2-(hydroxymethyl)(2H,3H-benzo [e]1,4-dioxin-6-yl)]-3,5,7-trihydroxychroman-4-one

Formula: C25H22O10

  

MW: 482.44

  

  

  

TNP NUMBER: TNP00081

  

MDL NUMBER: MFCD03225424

  

IUPAC: (2S,3S)-2-[(2S,3S)-3-(4-hydroxy-3-methoxyphenyl)-2-(hydroxymethyl)(2H,3H-benzo
[e]1,4-dioxin-6-yl)]-3,5,7-trihydroxychroman-4-one

  

Smiles:
C(O)[C@H]1[C@@H](Oc2c(O1)cc[c@@](c2)C1Oc2c(C([C@H]1O)=O)c(O)cc(c2)O)c1cc(OC)c(
cc1)O
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ST033522 (2S,3S)-2-[(2S,3S)-3-(4-hydroxy-3-methoxyphenyl)-2-(hydroxymethyl)(2H,3H-benzo [e]1,4-dioxin-6-yl)]-3,5,7-trihydroxychroman-4-one

  

  

  

  

  

  

ACCEPTORS: 10

  

DONORS: 5

  

ROTATION BONDS: 5

  

N+O: 10

  

Chiral Centers: 4

  

LogP: 1.77
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ST033522 (2S,3S)-2-[(2S,3S)-3-(4-hydroxy-3-methoxyphenyl)-2-(hydroxymethyl)(2H,3H-benzo [e]1,4-dioxin-6-yl)]-3,5,7-trihydroxychroman-4-one

LogS: -4.17

  

LIPINSKI: 4
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