1107 GH3FgN 1,1,1-Trifluoro- N-methyl-N-(trifluoromethyl)methanamine C;

ED, ab initio calculations N,N-Bis(trifluoromethyl)methylamine H;C-N(CF),
(HF/3-21G*)
ra ) 6 deg®)
C-F 1.333(3) C(2-N-C(2") 117.8(11)
N-C(1) 1.478(13) C(1N-C(2) 116.8(13)
N-C(2) 1.420(8) F-C-F 107.6(3)
C-H 1.114(25) H-C-H 110.0°)
¢ (CRy)°) 1.8
) 259
) 13°)

Local G, symmetry for the CHand Ck groups were assumed.
The nozzle was at room temperature.

8 Three times the estimated standard errors including the scale error.

®) Fixed atab initio value.

9 Tilt angle between thesGixis of the CEgroup and the NC bond direction towards the
nitrogen lone pair.

% Torsional angles of the two GEroups; forr =0° the Ck group staggers exactly the
opposite NC(2) bond.
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