>>Entry Name: 3-Oxohexanoic acid, 9CI
ENTRY UNDER REVIEW
Synonym(s): 3-Oxocaproic acid. Butyrylacetic acid

CAS Registry Number: 4380-91-0
H;CCH,CH,COCH,COOH

Molecular Formula: C¢H (O3

Molecular Weight: 130.143

Accurate Mass: 130.062995

Percentage Composition: C 55.37%; H 7.74%; O 36.88%

>>Derivative: Me ester

CAS Registry Number: 30414-54-1

Molecular Formula: C;H,03

Molecular Weight: 144.17

Accurate Mass: 144.078645

Percentage Composition: C 58.32%; H 8.39%; O 33.29%
Boiling Point: Bp4 85°

>>Derivative: Et ester
Synonym(s): FEMA 3683

CAS Registry Number: 3249-68-1

Molecular Formula: CgH ;4,05

Molecular Weight: 158.197

Accurate Mass: 158.094295

Percentage Composition: C 60.74%; H 8.92%; O 30.34%
Physical Description: Liq. with a slightly fatty odour
Boiling Point: Bp,, 102-103°. Bp, 5 57-60°

Refractive Index: n2D0 1.4362

Aldrich: E1580-9

Fluka: 20790
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