
ST086270 N-{(1E)-2-[7-(8-{(1E)-2-[2-(3,5-dimethylphenoxy)acetylamino]-2-azavinyl}-1,6,7 -trihydroxy-3-methyl-5-(methylethyl)(2-naphthyl))-2,3,8-trihydroxy-6-methyl-4- (methylethyl)naphthyl]-1-azavinyl}-2-(3,5-dimethylphenoxy)acetamide

Formula: C50H54N4O10

  

MW: 871

  

MDL: MFCD12965936

  

TNP:

  

  

LogP: 2.09

  

LogS: -3.6

  

Acceptors: 10

  

Donors: 8

  

Rotation Bonds: 17
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ST086270 N-{(1E)-2-[7-(8-{(1E)-2-[2-(3,5-dimethylphenoxy)acetylamino]-2-azavinyl}-1,6,7 -trihydroxy-3-methyl-5-(methylethyl)(2-naphthyl))-2,3,8-trihydroxy-6-methyl-4- (methylethyl)naphthyl]-1-azavinyl}-2-(3,5-dimethylphenoxy)acetamide

  

Chiral Centers: 0

  

N+O: 14

  

LIPINSKY: 2

  

IUPAC: N-{(1E)-2-[7-(8-{(1E)-2-[2-(3,5-dimethylphenoxy)acetylamino]-2-azavinyl}-1,6,7
-trihydroxy-3-methyl-5-(methylethyl)(2-naphthyl))-2,3,8-trihydroxy-6-methyl-4-
(methylethyl)naphthyl]-1-azavinyl}-2-(3,5-dimethylphenoxy)acetamide

  

Smiles:
c1(c2c(c3c(/C=NNC(=O)COc4cc(cc(c4)C)C)c(O)c(c(c3cc2C)C(C)C)O)O)c(c2c(/C=NNC(=O)CO
c3cc(cc(c3)C)C)c(O)c(c(c2cc1C)C(C)C)O)O
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