1296 GH-Br 1-Bromopropane C; (gauché

MW Propyl bromide HC-CH,—CH,Br

l'o A? 6 deg®)

C-Br 1.970(10) Cc-C-C 110.5p

C(1)-C(2) 1.534) C-C-Br 111.0(10)

C(2)-C(3) 1.534) H-C(3)-H 108.80)

C-H 1.094°) H-C(2)-H, H-C(1)-H 108.80)
C(3)-C(2)-H, C(2)-C(1)-H, C(1)-C(2)-H 109.%94
C(2)-C(3)-H 110.14)
C-C-C-Br 110.0(30))

8 Uncertainties were not estimated in the original paper.
®) Assumed.
) From theanti position.
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ED, MW, ab initio Ci(gauche
calculations (HF/6-31G*) Cs(anti)
ry A3 6 deg’)
C(1yC(2)  1.521(5) C-C-C (anti) ") 110.0(11)
C(2-C@)  1.535(5) C-C-C (gauchg®  113.3(11)
C(1)-Br 1.962(6) C-C-Br (anti)9 111.1(6)
C-H (mean) 1.114(9) C-C-Br (gauchg®  112.1(6)
C(2-C(1-H 112.1%
C(2-C(3y-H 111.4%
H-C(2)-H 107.0%

C-C-C-Br (anti) 1809
C-C-C-Br (gauche 66.0(17)

The molecule exists as a mixtureaotti (36(14)%) andjauche
(64(14)%) conformers.

Local G, symmetry was assumed for the methyl group.
The nozzle temperature was 24 °C.

Br

. . . . h
3 Twice the estimated standard errors including the scale error. gauche

®) Difference between the-C-C angles for thanti andgauche
conformers was fixed at tlad initio value.

%) Difference between the-C—-Br angles for thanti andgauche
conformers was fixed at tlad initio value.

% Ab initio value.

Hagen, K., Stglevik, R.: Struct. Chef(1995) 175.
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