
>>Entry Name: 6-Nitro-2(3H)-benzothiazolethione, 9CI
Synonym(s): 6-Nitro-2-benzothiazolethiol. 2-Mercapto-6-nitrobenzothiazole
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CAS Registry Number: 4845-58-3

Molecular Formula: C7H4N2O2S2
Molecular Weight: 212.253
Accurate Mass: 211.971418
Percentage Composition: C 39.61%; H 1.90%; N 13.20%; O 15.08%; S 30.21%

Use/Importance: Reagent for the identification of alkyl halides
Physical Description: Yellow needles (AcOH)

Melting Point:Mp 255-257
Hazard & Toxicity: LD50 (mus, ipr) 25 mg/kg

>>Variant: SH-form

Molecular Formula: C7H4N2O2S2
Molecular Weight: 212.253
Accurate Mass: 211.971418
Percentage Composition: C 39.61%; H 1.90%; N 13.20%; O 15.08%; S 30.21%

>>Derivative: S-Me
Synonym(s): 2-(Methylthio)-6-nitrobenzothiazole

CAS Registry Number: 3621-99-6
Molecular Formula: C8H6N2O2S2
Molecular Weight: 226.28
Accurate Mass: 225.987068
Percentage Composition: C 42.46%; H 2.67%; N 12.38%; O 14.14%; S 28.34%
Physical Description: Pale-yellow needles

Melting Point:Mp 128

>>Derivative: S-Et
Synonym(s): 2-(Ethylthio)-6-nitrobenzothiazole

CAS Registry Number: 65611-80-5
Molecular Formula: C9H8N2O2S2
Molecular Weight: 240.306
Accurate Mass: 240.002718
Percentage Composition: C 44.98%; H 3.36%; N 11.66%; O 13.32%; S 26.69%
Physical Description: Pale-yellow needles

Melting Point:Mp 106-108

>>Derivative: Disulfide

Molecular Formula: C14H6N4O4S4
Molecular Weight: 422.49
Accurate Mass: 421.927186
Percentage Composition: C 39.80%; H 1.43%; N 13.26%; O 15.15%; S 30.36%
Physical Description: Pale-yellow needles

Melting Point:Mp 229-231
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