>>Entry Name: 2-Oxocyclohexanecarboxylic acid, 9CI
Synonym(s): Cyclohexanone-2-carboxylic acid

COOH

CAS Registry Number: 18709-01-8

Molecular Formula: C;H;,O4

Molecular Weight: 142.154

Accurate Mass: 142.062995

Percentage Composition: C 59.14%; H 7.09%; O 33.76%

>>Variant: (+)-form

Molecular Formula: C;H;(O;

Molecular Weight: 142.154

Accurate Mass: 142.062995

Percentage Composition: C 59.14%; H 7.09%; O 33.76%
Physical Description: Needles (Et,0)

Other Data: Decarboxylates at 81-2°, dec. slowly at r.t.

>>Derivative: Me ester

CAS Registry Number: 41302-34-5

Extra CAS Registry Numbers(s): 103533-31-9
Molecular Formula: CgH;,05

Molecular Weight: 156.181

Accurate Mass: 156.078645

Percentage Composition: C 61.52%; H 7.74%; O 30.73%
Boiling Point: Bp, 75-85°

Refractive Index: n2D5 1.4832

>>Derivative: Et ester

CAS Registry Number: 1655-07-8
Molecular Formula: CoH ;4,03

Molecular Weight: 170.208

Accurate Mass: 170.094295

Percentage Composition: C 63.51%; H 8.29%; O 28.20%
Boiling Point: Bp;o, 159-160°. Bp;, 107-108°
pKa Value: pK,; 10.94 (25°,10.2 KCI)
Aldrich: E2000-4

Fluka: 29161

Rare Chemicals Library: S3901-3

Sigma: 00881
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