
1150 C3H4F2 1,1-Difluorocyclopropane -d4 C2v

MW
r0 Å a) θ0 deg a)
C(1)–C(2) 1.464(4) F–C–F 108.3(4)
C(2)–C(2') 1.553(2) C(2)–C(1)–C(2')   64.1(2)
C–F 1.355(4) D–C–D 116.9(4)
C–D 1.082(4) ϕ  b) 150.5(4)

Atom x [Å] y [Å] z [Å]
F(1)   1.0989   0.000   0.9388
F(2) 01.0989   0.000   0.9388
C(1)   0.000   0.000   0.1424
C(2)   0.000   0.7763 01.0959
C(2')   0.000 00.7763 01.0959
D(1)   0.9226   1.2694 01.3749
D(2) 00.9226   1.2694 01.3749
D(3)   0.9226 01.2694 01.3749
D(4) 00.9226 01.2694 01.3749

a) Uncertainties are about twice those of the original paper.
b) Angle between the plane DCD and the bond C(2)–C(2').
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