
1612 C4H6 1,3-Butadiene C2h (anti)
ED H2C=CH–CH=CH2

ra Å a) θa deg a)
C(2)–C(3) 1.468(2) C(1)=C(2)–C(3) 124.3(1)
C(1)=C(2) 1.348(1) C(1)=C(2)–H 120.7(3)
C–H 1.107(1)

The predominant conformer at all temperatures is anti.
The measurements were made at 25...900 °C.
The results at 500 °C are listed.

a) Estimated standard errors including a systematic error.
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1,3-Butadiene-1,1-d2 Cs (anti)
MW D2C=CH–CH=CH2

r0 Å a) θ0 deg a)
C(2)–C(3) 1.467 b) C(1)=C(2)–C(3) 123.5(5)
C(1)=C(2) 1.337(5) C(1)=C(2)–H 119.6 b)
C(1)–D(1) 1.087 b) C(2)=C(1)–D(1) 121.6 b)
C(1)–D(2) 1.085 b) C(2)=C(1)–D(2) 121.5 b)
C(2)–H 1.089 b)

The pure rotational spectrum of anti conformer has been observed.

a) Uncertainties were not estimated in the original paper.
b) Assumed.
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