1243 GHgCl,
ED, MM calculations

1,1-Dichloropropane

rg Aa) 90( deQa)
C-H 1.108(5) Cl-C—Cl 109.3(2)
c-C 1.522(3) H-C(2-H 107%
C-Cl  1.781(3) H-C(3)-H 108.9(4)
c-C-C 113.3(7)
Cc-C-Cl 110.7(2)
H-C—ClI 107.7(3)
C(2)-C-H 109.9)
C-C(2-H 108.6(3)
AG GG
At ©) 10.0(12) )
AT, -6.7(12) 0%

G (AG)
Cs (GG)
HsC—CH~CHC,

Two conformers, AG (66(3)%) and GG were detected. Values are conformational averages.
The nozzle temperature was 25 °C.

3 Estimated standard errors including a systematic error.
®) Assumed value from molecular mechanics calculations.

) Torsional angle deviations from staggered forms (around C(1)-C(2) and C(2)-C(3),

respectively).

% An exactly staggered form was assumed.
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