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Typical Product Specifications & Properties

BENZOIC ACID, 4-(TRANS-4-
PENTYLCYCLOHEXYL)-, (1R)-1-
PHENYL-1,2-ETHANEDIYL ESTER

CAS Number: : 154102-21-3

Specifications || Limits

Canonicalized 1

Compound

Compound 893

Complexity

Hydrogen Bond 4

Acceptor Count

Rotatable Bond 18

Count

Allowed IUPAC [(2R)-2-[4-(4-pentylcyclohexyl)benzoyl]oxy-2-phenyl-ethyl]
Name 4-(4-pentylcyclohexyl)benzoate

CAS-like Style 4-(4-pentylcyclohexyl)benzoic acid [(2R)-2-[oxo-[4-(4-
IUPAC Name pentylcyclohexyl)phenyllmethoxy]-2-phenylethyl] ester
Markup IUPAC [(2<I>R</1>)-2-[4-(4-pentylcyclohexyl)benzoyl]oxy-2-
Name phenylethyl] 4-(4-pentylcyclohexyl)benzoate

Preferred IUPAC || [(2R)-2-[4-(4-pentylcyclohexyl)benzoyl]oxy-2-phenylethyl]
Name 4-(4-pentylcyclohexyl)benzoate

Systematic [(2R)-2-[4-(4-pentylcyclohexyl)phenyl]carbonyloxy-2-
IUPAC Name phenyl-ethyl] 4-(4-pentylcyclohexyl)benzoate
Traditional 4-(4-amylcyclohexyl)benzoic acid [(2R)-2-[4-(4-

IUPAC Name amylcyclohexyl)benzoyl]oxy-2-phenyl-ethyl] ester
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| Specifications || Limits
XLogP3-AA 14.8
Log P '
| Exact Mass || 650.43351033
Molecular
Weight 650.9
SC,\‘ZIT‘E’S”‘CG' CCCCCC1CCC(CC1)C2=CC=C(C=C2)C(=0)OCC(C3=CC=C
lsomeric CCCCCC1CCC(CC1)C2=CC=C(C=C2)C(=0)OC[C@@H]
SMILES (C3=CC=CC=C3)OC(=0)C4=CC=C(C=C4)C5CCC(CC5)CCC
Polar Surface
Area 52.6
T@B8logical fs'm
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Limits
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