
1099 C3H3F3 3,3,3-Trifluoro-1-propene Cs

MW H2C=CH−CF3

r0 Å θ0 deg
C–C 1.489(2) F–C–F 106.8(3)
C=C 1.312(10) C=C–C 124.8(4)
C–H(1) 1.085(11) C=C–H(1) 120.6(10)
C–H(2) 1.092(9) C=C–H(2) 122.8(10)
C–H(3) 1.109(3) C=C–H(3) 121.2(10)
C–F 1.345 a) tilt (CF3)

 b)     1.0(8)

Atom as [Å] bs [Å]
C(2) 1.0655   0.6605
H(1) 2.2022 01.0868
H(2) 3.1732   0.4899
H(3) 1.0499   1.7699

a) Assumed.
b) Tilt angle of CF3 relative to C–C, the positive sign meaning away from the vinyl group.
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ED, MW Cs assumed
rg Å a) θav deg a)
C(2)–C(3) 1.495(6) C(2)–C(3)–F 112.0(2)
C(1)=C(2) 1.318(8) C(1)=C(2)–C(3) 125.8(11)
C(1)–H 1.100(18) C(2)=C(1)–H 111.3(40)
C(3)–F 1.347(3)

One of the C–F bonds is eclipsed with respect to the double bond.
The measurements were made at room temperature.

a) Estimated error limits.
b) Assumed.
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