
>>Derivative: Dinitrile
Synonym(s): 3,3'-Thiobispropanenitrile. 2,2'-Dicyanodiethyl sulfide

CAS Registry Number: 111-97-7
Molecular Formula: C6H8N2S
Molecular Weight: 140.209
Accurate Mass: 140.040818
Percentage Composition: C 51.40%; H 5.75%; N 19.98%; S 22.87%
Physical Description: Needles (Et2O)

Melting Point:Mp 28
Boiling Point: Bp3 178-180
Solubility: Sl. sol. H2O, EtOH; sol. Me2CO, CHCl3, C6H6

Density: d30 1.1095
Hazard & Toxicity: Skin and eye irritant. LD50 (rat, orl) 4500 mg/kg

Fluka: 88590
Rare Chemicals Library: S43517-1

>>Derivative: S-Oxide
Synonym(s): 3,3'-Sulfinylbispropanoic acid, 9CI

CAS Registry Number: 3680-08-8
Molecular Formula: C6H10O5S
Molecular Weight: 194.208
Accurate Mass: 194.024895
Percentage Composition: C 37.11%; H 5.19%; O 41.19%; S 16.51%
Physical Description: Cryst. (H2O)

Melting Point:Mp 112

References:

Aldrich Library of NMR Spectra, 2nd edn., 1983, 1, 465A, (nmr)
Aldrich Library of FT-IR Spectra, 1st edn., 1985, 1, 529C, (ir)
Sadtler Standard C-13 NMR Spectra, 4827, (cmr)
Sadtler Standard NMR Spectra, 6200, (pmr)
MacGregor, J.H. et al., J.C.S., 1950, 736, (synth, dinitrile, dianilide)
U.K. Pat., 1965, 980 219; CA, 62, 7645h, (esters)
Ger. Pat., 1971, Lentia, 1 935 759; CA, 75, 5278e, (esters)
Laing, D.K. et al., J.C.S. Dalton, 1975, 2297, (synth)
Prout, K. et al., Acta Cryst. B, 1982, 38, 338, (cryst struct)
Kumar, A. et al., Indian J. Chem., Sect. B, 1986, 25, 880, (esters)
Srinivas, R. et al., Org. Mass Spectrom., 1989, 24, 128, (ms)
Encyclopedia of Food and Color Additives, (ed. Burdock, G.A.), CRC Press, 1997, 835; 2781
Lewis, R.J., Sax's Dangerous Properties of Industrial Materials, 8th edn., Van Nostrand Reinhold, 1992, BHM000; TFD500; DGS600

https://www.baizuoyan.com                         -                                   CopyRight ©baizuoyan


