
ST087011 8-[(1E)-3-(1-ethylpyrrolidin-2-yl)-2-azaprop-1-enyl]-2-{8-[(1E)-3-(1-ethylpyrr olidin-2-yl)-2-azaprop-1-enyl]-1,6,7-trihydroxy-3-methyl-5-(methylethyl)(2-nap hthyl)}-3-methyl-5-(methylethyl)naphthalene-1,6,7-triol

Formula: C44H58N4O6

  

MW: 738.97

  

  

LogP: 4.39

  

LogS: -4.55

  

Acceptors: 6

  

Donors: 6

  

Rotation Bonds: 17

  

Chiral Centers: 2

  

N+O: 10
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ST087011 8-[(1E)-3-(1-ethylpyrrolidin-2-yl)-2-azaprop-1-enyl]-2-{8-[(1E)-3-(1-ethylpyrr olidin-2-yl)-2-azaprop-1-enyl]-1,6,7-trihydroxy-3-methyl-5-(methylethyl)(2-nap hthyl)}-3-methyl-5-(methylethyl)naphthalene-1,6,7-triol

  

LIPINSKY: 2

  

IUPAC: 8-[(1E)-3-(1-ethylpyrrolidin-2-yl)-2-azaprop-1-enyl]-2-{8-[(1E)-3-(1-ethylpyrr
olidin-2-yl)-2-azaprop-1-enyl]-1,6,7-trihydroxy-3-methyl-5-(methylethyl)(2-nap
hthyl)}-3-methyl-5-(methylethyl)naphthalene-1,6,7-triol

  

Smiles:
c1(c2c(c3c(/C=NCC4N(CCC4)CC)c(O)c(c(c3cc2C)C(C)C)O)O)c(c2c(/C=NCC3CCCN3CC)c(O)
c(c(c2cc1C)C(C)C)O)O
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