
1613 C4H6 1-Butyne Cs

ED, ab initio calculations HC≡C−CH2−CH3

(MP2/6-31G* etc.)
ra Å a) θα deg a)
C(1)≡C(2) 1.217(1) C(2)−C(3)−C(4) 111.9(4)
C(2)−C(3) 1.457(3) C(1)≡C(2)−C(3) b) 179.2(14)
C(3)−C(4) 1.544(4) C(2)−C(3)−H 111.9(23)
C(1)−H 1.021(8) C(3)−C(4)−H(1) 114.4(20)
C(3,4)−H 1.090(2) C(1)−C(2)−C(3)−H ±61.9(24)

C(2)−C(3)−C(4)−H(2,2') ±63.8(60)

The experiments were done at room temperature.

a) Estimated standard errors.
b) Bent away from the methyl group if θ < 180°.
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