>>Entry Name: 4-Isothiocyanato-1-(methylsulfinyl)-1-butene, 9CI
ENTRY UNDER REVIEW
Synonym(s): Sulforaphene. Raphanin. Sulphoraphene

CH,CH,NCS

CAS Registry Number: 592-95-0

Molecular Formula: CqHyNOS,

Molecular Weight: 175.275

Accurate Mass: 175.012554

Percentage Composition: C 41.12%; H 5.18%; N 7.99%; O 9.13%; S 36.59%
Use/Importance: Antibacterial, antifungal agent. Shows potential cancer protective properties
Calculated Log P Data: Log P 0.32 (uncertain value) (calc)

>>Variant: (R)-(E)-form
CAS Registry Number: 2404-46-8

Molecular Formula: CqHyNOS,

Molecular Weight: 175.275

Accurate Mass: 175.012554

Percentage Composition: C 41.12%; H 5.18%; N 7.99%; O 9.13%; S 36.59%

bicornis

Boiling Point: Bpg ;5 125-130°

Optical Rotation: [o]p —108 (c, 1.427 in CHCIy)

Solubility: BERDY SOL: Sol. MeOH, CHCl;, H,O; fairly sol. Et,O; poorly sol. hexane
UV: [neutral] A, 226 (g 2951) (H,0) (Berdy)

Hazard & Toxicity: BERDY HAZD : LDs, (mus, ivn) 10 mg/kg
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