>>Entry Name: 3-Mercapto-2-methylpropanoic acid, 9CI
Synonym(s): f-Mercaptoisobutyric acid

COOH
H>C|:<CH3 (S)form
CH,SH
CAS Registry Number: 26473-47-2

Molecular Formula: C;HgO,S

Molecular Weight: 120.172

Accurate Mass: 120.0245

Percentage Composition: C 39.98%; H 6.71%; O 26.63%; S 26.68%

>>Variant: (S)-form

Synonym(s): D-form

CAS Registry Number: 75172-11-1

Molecular Formula: C;HgO,S

Molecular Weight: 120.172

Accurate Mass: 120.0245

Percentage Composition: C 39.98%; H 6.71%; O 26.63%; S 26.68%
Physical Description: Syrup

Boiling Point: Bp, 62-63°

Optical Rotation: [a]2D5727.5 (c, 2.0 in MeOH)

Refractive Index: n2D0 1.4832

>>Derivative: S-Ac

CAS Registry Number: 76497-39-7
Use/Importance: Pharmaceutical intermed.
Physical Description: Oil

Boiling Point: Bp, 131-132°

Optical Rotation: [a]2D6745 (c, 1.0 in EtOH)
Fluka: 1280

Other: Kaneka D1

>>Variant: (+)-form

CAS Registry Number: 74709-27-6

Molecular Formula: C4;HgO,S

Molecular Weight: 120.172

Accurate Mass: 120.0245

Percentage Composition: C 39.98%; H 6.71%; O 26.63%; S 26.68%
Boiling Point: Bp, 120-122°

>>Derivative: S-Ac

CAS Registry Number: 74407-69-5

Molecular Formula: CgH;(O5S

Molecular Weight: 162.209

Accurate Mass: 162.035065

Percentage Composition: C 44.43%; H 6.21%; O 29.59%; S 19.77%
Melting Point: Mp 40-40.5°
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