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Typical Product Specifications & Properties

Sulphinpyrazone

CAS Number: : 57965

| Specifications || Limits

Molecular

weight 404.48
| EINECS || 200-357-4
| SMILES || clcec(ccT1)N2C(=0)C(C(=0)N2c3cceee3)CCS(=0)cdcceoc:
1S/C23H20N203S/c26-22-21(16-17-29(28)20-14-8-3-9-15-
INnChl 20)23(27)25(19-12-6-2-7-13-19)24(22)18-10-4-1-5-11-18/h1-
15,21H,16-17H2
INnChlKey || MBGGBV CUIVRRBF-UHFFFAQYSA-N
Atmospheric
OH Rate 9.96E-11 cm3/molecule-sec
Constant
log P
octanol- '
(oct | 203
water)
Vapor 1.65E-14 mm Hg
Pressure
Water
solubility 31.2mg/L
pKa
Dissociation 3.25
Constant
| Melting Point || 136-137 &deg; C
Henry's Law : )
Constant 5.01E-16 atm-m3/mole

Caca®
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| Specifications || Limits |

V'\C'gi'geﬁfu'qr 267.30

| EINECS || 204-858-9 |

| SMILES | Ccle(nocINS(=0)(=O)c2cce(ce2)N)C |

nChi 15/C1TH13N303S/c1-7-8(2)13-17-11(7)14-18(15,16)10-5-
3-9(12)4-6-10/h3-6,14H,12H2,1-2H3

[ InChikey [ NHUHCSRWZ MLRLA-UHFFFAOYSA-N |

| Stability || Stable. Incompatible with strong oxidizin |

| Water solubility || <0.1 g/100 mL at 22.5 &#186;C |

| Merck || 13,9041 |

| Melting Point | 195&deg;C |

?Teorfpgeero’rure 2-88deg;C

| Melting Point | 191 &deg; C |

| Vapor Pressure || 5.08E-08 mm Hg |

FCC
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| Specifications || Limits |
| log P (octanol-water) 11.01 |
| Water solubility || 300 mg/L |
| Atmospheric OH Rate Constant || 3.24E-11 cm3/molecule-sec |
| Henry's Law Constant || 1.06E-12 atm-m3/mole |
| Solubility || acetone: complete50 mg/ml |
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