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GHsBrO Propionyl bromide Cs(syn
C: (gauche
H;C-CH~C(O)Br

rg A a) 90( dega)
C—H 1.109(9) C-C=0 126.6(6)
Cc=0 1.182(5) C-C—Br 112.5(4)
C-C (average) 1.523(4) c-Cc-C 118.8(9)  H©)
C-Br 1.979(5) C(1)-C(2)-H(6) 119
H(6)-C(2)-H(7) 109)
C(2)-C(3)-H 109)
@) 101(9)
% 60°)

syn

The molecule exists as a mixturesyhandgauche

conformers. The mole fraction of tegnform, with uncertainties estimated at, 2vas found to
be 0.71(10), 0.58(13), and 0.51(16) at 293, 373, and 473 K, respectively, and corresponds
to AE° = E°(gauch@ — E°(syn) = 5.5 kJ mof* (o = 2.5) and

AS = S(gauchg - S(syn =6 Jmol* K™ (o = 7).

8 Twice the estimated standard errors including the scale error.

®) Assumed.

9 O=C-C-C torsion angle in tlgaucheconformer,g = 0° forsynconformer.

% C(1)-C(2)-C(3)-H(8) torsion anglg, = 0° when C(3)-H(8) is eclipsed with respect to the
C(2)-C(2).
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