
1539 C4H4Cl2 (Z,Z)-1,4-Dichloro-1,3-butadiene C2h (anti)
ED C1 (gauche)

ClHC=CH−CH=CHCl
ra Å a) θα deg a)
C–H 1.105(7) C=C–C 125.1(3)
C=C 1.342(2) C=C–Cl 123.7(2)
C–C 1.456(4) C=C–H 124.5(13)
C–Cl 1.731(3) C–C–H 116(2)

τ (gauche) b)   59(12) c)

The anti conformer (τ (anti) = 180° (assumed)) was found to be predominate, but a gauche
form was also identified in small amounts: 4(3), 5(3) and 10(4)% at 283, 314 and 473 K,
respectively. This corresponds to anti-gauche energy and entropy differences of
∆E° = E°(gauche) − E°(anti) = 6(5) kJ mol01 and
∆S° = S°(gauche) − S°(anti) = 010(15) J mol01 K01.
The nozzle temperatures were 283, 314 and 473 K. The parameters are listed for 314 K except
for the torsional angle.

a) Twice the estimated standard errors
    including the scale error.
b) Torsional angle C=C–C=C from the syn position.
c) This value was refined only from data for 473 K.
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