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Typical Product Specifications & Properties

NNC 0640

CAS Number: : 307986-98-7

Specifications || Limits

Canonicalized
Compound

1

Compound
Complexity

970

Hydrogen Bond
Acceptor
Count

Hydrogen Bond
Donor Count

Rotatable Bond
Count

8

4-[[4-cyclohexyl-N-[(3-

ﬁl”owed UPAC || methylsutfonylphenylcarbamoylaniiino]methylJ-N-(2H-
ame .
tetrazol-5-yl)benzamide
CAS-like Style 4-[ (4-cyclohexyl-N-[(3-methylsulfonylanilino)-
IUPAC Name oxomethyl]anilino)methyl]-N-(2H-tetrazol-5-yl)benzamide

Markup IUPAC
Name

4-[[4-cyclohexyl-<I>N</I>-[(3-
methylsulfonylphenyl)carbamoyl]anilino]methyl]-<I>N</1>-
(2<I>H</I>-tetrazol-5-yl)benzamide

Preferred IUPAC
Name

4-[[4-cyclohexyl-N-[ (3-
methylsulfonylphenyl)carbamoyl]anilino]methyl]-N-(2H-
tetrazol-5-yl)benzamide

Systematic
IUPAC Name

4-[[(4-cyclohexylphenyl)-[(3-
methylsulfonylphenyl)carbamoyl]Jamino]methyl]-N-(2H-
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Specifications || Limits

Standard PPTKULJUDJWT SA-UHFFFAOYSA-N

INChlKkey

XLogP3-AA 47

Log P '

Exact Mass || 573.21582367

Molecular

Weight 573.7

Canonical CS(=0)

SMILES (=0)C1=CC=CC(=CT1)NC(=O)N(CC2=CC=C(C=C2)C(=O)NC:
Isomeric CS(=0)

S ’ )C1=CC5CC(=CT)NC(ZO)N(CC2=C (C=C2)C@O)INC:
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