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3.   CHEMICAL AND PHYSICAL INFORMATION

3.1 CHEMICAL IDENTITY

Information regarding the chemical identity of the selected dinitrocresols is given in Table 3-l.

According to the current numbering system used in the United States, the phenolic OH substituent to

the benzene ring is assigned the number one position. In the older literature, the methyl group is

sometimes assigned the number one position. As a result, the compound referred to as 3,.5dinitroo-

cresol is synonymous with 4,6-dinitro-o-cresol or DNOC (Bailey and White 1965).

3.2 PHYSICAL AND CHEMICAL PROPERTIES

Information regarding the physical and chemical properties of the selected dinitrocresols is located in

Table 3-2. Like dinitrophenols, the dinitrocresols are pseudoacids and readily form water soluble

sodium, potassium, ammonium, and calcium salts (HSDB 1994; Metcalf 1978). Of the theoretically

possible 18 isomers of dinitrocresols (Harvey 1953), the isomer 4,6-dinitro-o-cresol is the most

commercially important (HSDB 1994). At a pH of 4.4, ≈50% of the DNOC in water exists as the

dissociated compound (see pKa value in Table 3-2). The concentration of the ionized form increases

as the pH increases. Essentially, 100% of the DNOC at pH 7 or above will be in the ionized form.

Thus, in a whole animal all of the DNOC exists in the ionized form or is associated with a

macromolecule such as albumin (King and Harvey 1953b).










