
>>Entry Name: 2-Cyclohexen-1-one, 9CI

O

CAS Registry Number: 930-68-7
Extra CAS Registry Numbers(s): 25512-62-3

Molecular Formula: C6H8O
Molecular Weight: 96.129
Accurate Mass: 96.057515
Percentage Composition: C 74.97%; H 8.39%; O 16.64%
Source/Synthesis: Found in tobacco smoke condensate
Physical Description: Liq.

Boiling Point: Bp 169-171. Bp14 61-63
Refractive Index: n27D 1.4838
Hazard & Toxicity: Eye irritant. LD50 (rat, orl) 220 mg/kg. LD50 (rbt, skn) 70 mg/kg

Aldrich: C10281-4
Fluka: 29255

>>Derivative: Oxime

Molecular Formula: C6H9NO
Molecular Weight: 111.143
Accurate Mass: 111.068414
Percentage Composition: C 64.84%; H 8.16%; N 12.60%; O 14.40%
Physical Description: Yellow needles

Melting Point:Mp 94-95
Other Data:Mixt. of E, Z-isomers

>>Derivative: 2,4-Dinitrophenylhydrazone

Physical Description: Orange needles (EtOH aq.)

Melting Point:Mp 168

>>Derivative: Semicarbazone

Physical Description: Cryst. (MeOH)

Melting Point:Mp 171-172

References:

Aldrich Library of 13C and 1H FT NMR Spectra, 1992, 1, 691A, (nmr)
Aldrich Library of FT-IR Spectra, 1st edn., 1985, 1, 447A, (ir)
Aldrich Library of FT-IR Spectra: Vapor Phase, 1989, 3, 535A, (ir)
Bartlett, P.D. et al., J.A.C.S., 1940, 62, 2933, (synth)
Kharasch, M.S. et al., J.A.C.S., 1958, 80, 756, (synth)
Org. Synth., Coll. Vol., 5, 1973, 294, (synth)
Sharpless, K.B. et al., Tet. Lett., 1973, 1979, (synth)
Sharma, C.S. et al., Synthesis, 1974, 45, (synth)
Torri, J. et al., Bull. Soc. Chim. Fr., 1978, 283, (cmr)
Vu Moc Thuy et al., J. Het. Chem., 1987, 24, 497, (synth, pmr)
Müller, A. et al., Annalen, 1993, 651, (oxime)
Lewis, R.J., Sax's Dangerous Properties of Industrial Materials, 8th edn., Van Nostrand Reinhold, 1992, CPD250

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


