
>>Entry Name: 3,3-Dimethylbutanoic acid, 9CI
Synonym(s): tert-Butylacetic acid

CAS Registry Number: 1070-83-3
(H3C)3CCH2COOH

Molecular Formula: C6H12O2

Molecular Weight: 116.16
Accurate Mass: 116.08373
Percentage Composition: C 62.04%; H 10.41%; O 27.55%
Physical Description: Liq.

Melting Point:Mp 6-7
Boiling Point: Bp 190
Density: d254 0.908

pKa Value: pKa 6.37 (25, EtOH aq.)
Refractive Index: n25D 1.4083

Aldrich: B8840-3
Fluka: 39850

>>Derivative:Me ester

CAS Registry Number: 10250-48-3
Molecular Formula: C7H14O2

Molecular Weight: 130.186
Accurate Mass: 130.09938
Percentage Composition: C 64.58%; H 10.84%; O 24.58%

Boiling Point: Bp 126
Rare Chemicals Library: S88459-6

>>Derivative: Chloride

CAS Registry Number: 7065-46-5
Molecular Formula: C6H11ClO
Molecular Weight: 134.605
Accurate Mass: 134.049842
Percentage Composition: C 53.54%; H 8.24%; Cl 26.34%; O 11.89%

Melting Point:Mp 127-129
Refractive Index: n20D 1.4210
Aldrich: B8880-2
Fluka: 19405

>>Derivative: Amide

Molecular Formula: C6H13NO
Molecular Weight: 115.175
Accurate Mass: 115.099714
Percentage Composition: C 62.57%; H 11.38%; N 12.16%; O 13.89%
Physical Description: Leaflets

Melting Point:Mp 132

>>Derivative: Anilide

Molecular Formula: C12H17NO
Molecular Weight: 191.272
Accurate Mass: 191.131014
Percentage Composition: C 75.35%; H 8.96%; N 7.32%; O 8.36%

Melting Point:Mp 132
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