
>>Entry Name: 1,2-Diamino-4,5-dimethylbenzene
Synonym(s): 4,5-Dimethyl-1,2-benzenediamine, 9CI. 4,5-Dimethyl-o-phenylenediamine. 4,5-Diamino-o-xylene
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CAS Registry Number: 3171-45-7

Molecular Formula: C8H12N2

Molecular Weight: 136.196
Accurate Mass: 136.100048
Percentage Composition: C 70.55%; H 8.88%; N 20.57%
Biological Source: Prod. by a mutant of Aspergillus nidulans

Use/Importance: Reagent for the spectrophotometric detn. of 21-hydroxycorticosteroids and ascorbic acid and extraction-photometric detn. of NO2
(-) (max 405 nm,  1050,

butanol)
Physical Description: Leaflets

Melting Point:Mp 127-129
Solubility: Sol. H2O

pKa Value: pKa1 0.8; pKa2 2.66; pKa3 3.52; pKa4 5.15; pKa5 6.52; pKa6 7.71 (25)
Hazard & Toxicity: Irritant

Aldrich: D17660-5
Sigma: D5516

>>Derivative: 1-N-Formyl

CAS Registry Number: 132382-43-5
Molecular Formula: C9H12N2O
Molecular Weight: 164.207
Accurate Mass: 164.094963
Percentage Composition: C 65.83%; H 7.37%; N 17.06%; O 9.74%
Physical Description: Prisms (MeOH)

Melting Point:Mp 169-171

>>Derivative: 1,2-N-Di-Ac

Molecular Formula: C12H16N2O2

Molecular Weight: 220.271
Accurate Mass: 220.121178
Percentage Composition: C 65.43%; H 7.32%; N 12.72%; O 14.53%
Physical Description: Needles

Melting Point:Mp 227-228
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