>>Entry Name: 4-Cyanobenzaldehyde
Synonym(s): 4-Formylbenzonitrile, ocI. Terephthalaldehydonitrile, 8Ci

CAS Registry Number: 105-07-7
Structure by analogy with 2-Cyanobenzaldehyde, HIN49-P

Molecular Formula: CgHsNO

Molecular Weight: 131.134

Accurate Mass: 131.037114

Percentage Composition: C 73.27%; H 3.84%; N 10.68%; O 12.20%
Physical Description: Needles (H,0)

Melting Point: Mp 101-102°

pKa Value: pK,; 13.06 (25°hydrate, 1% EtOH)

Hazard & Toxicity: LDs, (mus, ipr) 100 mg/kg

Aldrich: C8960-9
Fluka: 28350
Sigma: C5265

>>Derivative: Oxime
Synonym(s): 4-Cyanobenzaldoxime

Molecular Formula: CgH¢N,O

Molecular Weight: 146.148

Accurate Mass: 146.048013

Percentage Composition: C 65.75%; H 4.14%; N 19.17%; O 10.95%
Physical Description: Solid

Melting Point: Mp 174-176°

>>Derivative: Phenylhydrazone

Melting Point: Mp 144-145°
>>Derivative: 2,4-Dinitrophenylhydrazone
Melting Point: Mp 295-298°

References:

Aldrich Library of NMR Spectra, 2nd edn., 1983, 2, 427B, (nmr)
Aldrich Library of FT-IR Spectra, Ist edn., 1985, 2, 451D, (ir)
Ashley, JN. etal., J.C.S., 1942, 115, (synth)

Hass, H.B. et al., J A.C.S., 1949, 71, 1767, (synth)

Schales, O. et al., JA.C.S., 1952, 74, 4486, (synth)

Dyer, FJ. etal., J.C.S., 1952, 4778, (synth)

Brown, H.C. et al., JA.C.S., 1958, 80, 5377, (synth)

Klinck, R.E. et al., Can. J. Chem., 1962, 40, 1071, (pmr)

Zhang, L. etal.,J.O.C., 1997, 62, 2466-2470, (oxime, synth, pmr)

Lewis, R.J., Sax's Dangerous Properties of Industrial Materials, 8th edn., Van Nostrand Reinhold, 1992, COK250

https://www.baizuoyan.com

CopyRight ©baizuoyan



