1134 GH4BrN 3-Bromopropionitrile C s (anti)
ED, MM calculations C: (gauche
BrH,C-CH,—-C=N

ra A9 O deg®)

gauche anti gauche anti
C-H (average) 1.119(31)  1.120(31) C-C-C  112.6(13) 111.3(13)
C=N 1.156(11)  1.148(11) C-C-Br 112.6(11) 111.2(11)
C(1)-C(2) 1.490(22)  1.488(22) C-C-H  109%7 109.47°)
C(2)-C(3) 1.517(27)  1.509(27) C-C=N  180.0" 180.0"
C-Br 1.944(5) 1.941(8) ?° 65(8) 1800

The molecule exists as a mixtureantti andgauche(37(17)%) conformers.
The nozzle temperatures were 85 and 98 °C.

8 Twice the estimated standard errors
including a systematic error.

®) Assumed.

) Torsion angle Br—C-C-C.
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MW C; (anti)
o A 6o deg
C-H 1.097%) c-C-C 110.7(11)
C=N 1.160% C-C-Br 106.1(11)
C(1)-C(2) 1.469(10) C-C-H 108y
C(2)-C(3) 1.544(10) C-C=N 1809
C-Br 1.969(14)
3 Assumed.
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