
>>Entry Name: 2-Nitroimidazole, 9CI
Synonym(s): Azomycin. Amicin
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CAS Registry Number: 527-73-1
Related CAS Registry Numbers(s): 36877-68-6

Molecular Formula: C3H3N3O2

Molecular Weight: 113.076
Accurate Mass: 113.022527
Percentage Composition: C 31.87%; H 2.67%; N 37.16%; O 28.30%
Biological Source: Produced by Nocardia spp., Streptomyces eurocidicus and Pseudomonas fluorescens
Use/Importance: Antibiotic active against gram-positive organisms
Physical Description: Pale-yellow cryst. (EtOH)

Melting Point:Mp 282 dec.. Mp 287-288
Solubility: BERDY SOL: Sol. MeOH, EtOAc, bases; fairly sol. CHCl3, Et2O; poorly sol. H2O, CHCl3, Me2CO, hexane, Et2O
pKa Value: pKa1 –0.81; pKa2 7.15 (50% MeOH)
Calculated Log P Data: Log P –0.09 (calc)

UV: [acid] max (no shifts reported) (Derep) [base] max 223 ( 3500); 365 ( 10700) (EtOH/NaOH) (Derep) [neutral] max 219 ( 3900); 315 ( 8600) (95% EtOH) (Derep)

[neutral] max 219 ( 3900); 315 (E1%/1cm 557) (MeOH) (Berdy) [neutral] max 314 (E1%/1cm 905) (EtOH) (Berdy) [base] max 223 ( 3500); 365 ( 10700) (EtOH-NaOH)
(Berdy) [base] max 362 (E1%/1cm 832) (MeOH-NAOH) (Berdy)
Hazard & Toxicity: LD50 (mus, orl) 316 mg/kg. Mutagenic props. ; BERDY HAZD : LD50 (mus, ivn) 80 mg/kg

Aldrich: 19565-0
Fluka: 73390
Sigma: N3882
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