
ST045849 3-(2-adamantanylethyl)-2-[(4-chlorophenyl)azamethylene]-4-oxo-1,3-thiazaperhyd roine-6-carboxylic acid

Formula: C23H27ClN2O3S

  

MW: 447

  

  

  

  

MDL NUMBER: MFCD03308174

  

IUPAC: 3-(2-adamantanylethyl)-2-[(4-chlorophenyl)azamethylene]-4-oxo-1,3-thiazaperhyd
roine-6-carboxylic acid

  

Smiles: C1(/N(C(=O)CC(S1)C(=O)O)CCC12CC3CC(C2)CC(C1)C3)=N/c1ccc(cc1)Cl
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ST045849 3-(2-adamantanylethyl)-2-[(4-chlorophenyl)azamethylene]-4-oxo-1,3-thiazaperhyd roine-6-carboxylic acid

  

  

  

  

  

  

ACCEPTORS: 3

  

DONORS: 1

  

ROTATION BONDS: 4

  

N+O: 5

  

Chiral Centers: 1

  

LogP: 6.35
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ST045849 3-(2-adamantanylethyl)-2-[(4-chlorophenyl)azamethylene]-4-oxo-1,3-thiazaperhyd roine-6-carboxylic acid

LogS: -5.78

  

LIPINSKI: 3
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