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SYNTHESIS AND SPECTRAL PROPERTIES OF 2,6~DIMETHYL-t-BUTYLBENZENE
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One of the sterically hindered aromatic hydrocarbons proposed for
study some years age (1,2) is 2,6-dimethyl-t-butylbenzene (I). Al-
though previous attempts to synthesize I have not been successful (2),

a minimum strain emergy of 17 kcal./mole (2) and later 24 kcal./mole
(3) was estimated for I and its homomorphs by indirect methods.

Efforts to prepare 1 by a route analogous to one used in the syn-
thesis of o-di-t-butylbenzene (4) were unsuccessful., However, reaction
of 2,6-dimethylphenylmagnesium bromide (2) with t-butyl chloride (5) in
refluxing tetrahydrofuran slowly afforded I in low yield., After removal
of unchanged 2,6-dimethylbromobenzene by repeated hydrogenolysis (Pd-C
in ethanol), the hydrocarbon I was isolated in 2.5% yield by fractional
distillation: b.p. 114-116° (16 mm.); E?SD 1.5150; xgzi 7.2, 7.3, T.h,
8.1, 8.4, 9.4, 9.7, 13.05, and 13.45 u, The n.m.r. spectrum (CCl,) had
singlets at 8,45 (t-butyl group) and 7.45 T (2 methyl groups), and a
slightly broadened peak at 3.0l T (3 aromatic protons). Anal. Calcd, for
CizHig: C, 88.82; H, 11.18, Found (Weiler and Strauss): C, 88.53;

H, 11.28.

The same procedure with the Grignard derivative of bromomesitylene
gave, in 5% yield, 2,h4,6-trimethyl-t-butylbenzene (II), b.p. 124-126°
(16 mm.); 027D 1.5141; xfﬁi 7.2, 7.3, 7.k, 8.1, 8.4, 9.3, 9.7, 9.8,
11.8, and 13.5p. The n.m.r. spectrum (CCly) had singlets at 8.49 (t-
butyl group), 7.82 (1 methyl group), 7.51 (2 methyl groups), and 3.3%0 t
(2 aromatic protons). Anal. Calcd. for CysHno: C, 88.57; H, 11.h43.
Found: €, 88,70; H, 11.29,

The ultraviolet spectra of I and II are recorded in Fig. I and may
be compared, respectively, with the spectra of 1,2,3-trimethylbenzene (III)
(6) and 1,2,3,5-tetramethylbenzene (1V) (7). The loss of fine structure
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and decrease in absorption in the spectra of I and II are also analogous

to the behavior.of o-di-t-butylbenzene (4) and

guggest the presence of a

similar type of strain {8).
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Fig. I: Ultraviolet Absorption Spectra in Iso-~octane,

suggestions concerning this work.
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