1473 GFs0S, Bis[(trifluoromethyl)thio]lethenone C, assumed
ED, ab initio calculations Bis(trifluoromethylthio)ketene O=C=C(SF

(HF/3-21G*, HF/6-31G*)

ra A? 0, deg®)
S-C (mean) 1.778(3) S-C(1)-S 127.3(8)
AC-S)P)  0.066(11) C(1-S-C(3) 102.1(9)
C(1)-S 1.745(12) F-C(3)-F 107.6(3)
S-C(3) 1.811(12) tilt (CR) ©) 3.0%
C(1)=C(2) 1.335(21) C(2)=C(1}S-C  95.8(13)
C(2)=0 1.180(8)

C-F 1.337(3)

Local G, symmetry and staggered orientation with
respect to the C(1p bonds were assumed for the
CF; groups.

The nozzle temperature was 20 °C.

® Three times the estimated standard errors including the scale error.
%) A(C-S) = [C(1)S)] - [(S-CE)].

9 Tilt angle of the CEgroup towards the C(1) atom.

% Assumed.
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