1542 GH.Cl, 2,3-Dichloro-1,3-butadiene Gh (anti)

ED C, (gauche

H,C=CCICCI=CH,
H

ra A9 6 deg?)

C-H 1.103(5) c-C=C 126.1(3)
C=C 1.337(2) c-Cc-Cl 115.2(3)
C-C  1.472(4) C=C-H 118.7(15)
C-Cl 1.745(2) T(gauchg®  52.3(97)

Mole fractions of thegaucheconformer are 0.028(67),
0.073(63), and 0.161(58) at the 293, 395 and 593 K, respectively.
These quantities correspond to

AE° = E°(gauch@ - E°(anti) = 2.2 (& = 1.1) kcal mot* and

AS +RIn 2 =S°(gauchd - S’(anti) + RIn 2

=0.35 (= 2.2) cal mol* K™%,

The nozzle temperatures were 293, 395 and 593 K.

The parameters for a model comprising averages of the results
from the three temperatures are listed.

gauche cl

3 Twice the estimated standard errors.
®) Torsional angle C=C—C=C for tlucheconformer;r = 180° for theanti conformer.
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