>>Entry Name: 1,7-Phenanthroline, oCI
Synonym(s): m-Phenanthroline. 1,5-Diazaphenanthrene

CAS Registry Number: 230-46-6
Extra CAS Registry Numbers(s): 12678-01-2

Molecular Formula: C;,HgN,

Molecular Weight: 180.209

Accurate Mass: 180.068748

Percentage Composition: C 79.98%; H 4.47%; N 15.54%
Physical Description: Needles

Melting Point: Mp 65.5° (anhyd. 78-78.5°)

pKa Value: pK,; 4; pK,, 1 (20°, 0.2M KCl)

Aldrich: 30184-1
>>Derivative: 7-N-Oxide

CAS Registry Number: 42948-68-5

Molecular Formula: C,,HgN,O

Molecular Weight: 196.208

Accurate Mass: 196.063663

Percentage Composition: C 73.46%; H 4.11%; N 14.28%; O 8.15%
Physical Description: Yellow needles (H,0)

Melting Point: Mp 188°

>>Derivative: 1,7-Di-N-oxide

CAS Registry Number: 42948-69-6

Molecular Formula: C;,HgN,O,

Molecular Weight: 212.207

Accurate Mass: 212.058578

Percentage Composition: C 67.92%; H 3.80%; N 13.20%; O 15.08%
Physical Description: Pale yellow cryst. (H,0)

Melting Point: Mp 192°. Mp 223-224°

References:

Aldrich Library of 13C and 1H FT NMR Spectra, 1992, 3, 474A, (nmr)
Kniippel, C.A., Ber., 1896, 29, 703-709, (synth)

Smith, C.R., J.4.C.S., 1930, 52, 397-403, (synth)

Kermack, W.O. et al., J.C.S., 1945, 375-378, (oxide)

Surrey, A.R. et al., JA.C.S., 1954, 76, 1109-1113, (synth)

Martin, R.H. et al., Tetrahedron, Suppl., 1966, 8, 181-201, (pmr)
Budzikiewicz, H. et al., Z. Naturforsch., B, 1970, 25, 178-180, (ms)
Mlochowski, J. et al., Pol. J. Chem. (Rocz. Chem.), 1973, 47, 727-734, (oxides)
Perkamus, H.H. et al., Spectrochim. Acta A, 1974, 30, 597-610, (ir, Raman)
Summers, L.A., Adv. Heterocycl. Chem., 1978, 22, 1-69, (rev)

Koennecke, A. et al., Org. Magn. Reson., 1979, 12, 696-701, (cmr)

https://www.baizuoyan.com

CopyRight ©baizuoyan



