
>>Entry Name: S-Methylcysteine sulfoxide
ENTRY UNDER REVIEW
Synonym(s): 3-(Methylsulfinyl)alanine, 9CI.Methiin
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Molecular Formula: C4H9NO3S
Molecular Weight: 151.186
Accurate Mass: 151.030314
Percentage Composition: C 31.78%; H 6.00%; N 9.26%; O 31.75%; S 21.21%

>>Variant: (S)C(R)S-form

CAS Registry Number: 3226-62-8
Molecular Formula: C4H9NO3S
Molecular Weight: 151.186
Accurate Mass: 151.030314
Percentage Composition: C 31.78%; H 6.00%; N 9.26%; O 31.75%; S 21.21%

Melting Point:Mp 165 dec.
Optical Rotation: []D –202 (c, 0.4 in H2O)

>>Derivative: N-Ac

Molecular Formula: C6H11NO4S
Molecular Weight: 193.223
Accurate Mass: 193.040879
Percentage Composition: C 37.30%; H 5.74%; N 7.25%; O 33.12%; S 16.60%

Melting Point:Mp 168-169 (as dicyclohexylammonium salt)

Optical Rotation: []D –251 (c, 1.5 in H2O)

>>Variant: (S)C(S)S-form

CAS Registry Number: 32726-14-0
Extra CAS Registry Numbers(s): 6853-87-8

Molecular Formula: C4H9NO3S
Molecular Weight: 151.186
Accurate Mass: 151.030314
Percentage Composition: C 31.78%; H 6.00%; N 9.26%; O 31.75%; S 21.21%
Biological Source: Constit. of onion (Allium cepa) other Allium spp. and Brassica spp.

Melting Point:Mp 163 dec.
Optical Rotation: []D +204 (c, 0.4 in H2O)

>>Derivative: N-Ac

Molecular Formula: C6H11NO4S
Molecular Weight: 193.223
Accurate Mass: 193.040879
Percentage Composition: C 37.30%; H 5.74%; N 7.25%; O 33.12%; S 16.60%

Melting Point:Mp 166-167 (as dicyclohexylammonium salt)

Optical Rotation: []D +138 (c, 1.5 in H2O)
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