1021 GFeS 1,1,2-Trifluoro-2-[(trifluoromethyl)thiolethene C:

ED, ab initio calculations FC=CFS-CFK;
(HF/3-21G¥)

ra A a) ea dega)

C(1)=C(2) 1.302(19) C(2)=C(1)}S 120.0(9)

S-C(1)  1.719(9) C(2)=C(1yF 119.5(4)

S-C(3)  1.820(10) C(1)=C(2)-F" 125.5(11)

CR-F  1.331(2) C(1rS-C(3) 101.7(7)

C(1>F" 1.354(6) F-C(3)-F 108.9(4)

C(2-F" 1.314(6) C(2)=C(1}S-C(3) 96.9(12)

tilt (CF3) 9 3.9(8)

Planarity of the FC=C(F)S skeleton, localfsymmetry of
the CR, group and local ¢ symmetry of the Cfgroup were
assumed. The GEroup was fixed at the staggered position with respect to the £kbnd.
Differences in similar parameters were constraineabtmitio values.

The nozzle was at room temperature.

F F

3 Three times the estimated standard errors including a systematic error.
®) Dependent parameter.
9 Tilt angle of the CEgroup away from the C(1) atom.
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