
1139 C3H4ClN 3-Chloropropionitrile C s (anti)
ED C1 (gauche)

ClH2C−CH2−C≡N
ra Å a) θα deg a)
C–H (average) 1.097(17) b) C–C–C 110.6 (10) b)
C≡N 1.160(4) b) C–C–Cl 110.8 (8) b)
C(1)–C(2) 1.478(11) b) C–C–H 109.47 b) c)
C(2)–C(3) 1.515(16) b) C–C≡N 180.0 b) c)
C–Cl 1.784(5) b) φ (gauche) d)   71(11)

φ (anti) d) 180.0 c)

The molecule exists as a mixture of  anti and gauche (36(23)%) conformers.
The nozzle temperatures was 74 °C.

a) Twice the estimated standard errors
    including a systematic error.
b) Conformational average.
c) Assumed.
d) Torsion angle Cl–C–C–C.
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MW Cs (anti)
r0 Å θ0 deg
C–H 1.097 a) C–C–C 109.7(11)
C≡N 1.160 a) C–C–Cl 108.4(11)
C(1)–C(2) 1.468(10) C–C–H 108.7 a)
C(2)–C(3) 1.544(10) C–C≡N 180 a)
C–Cl 1.789(12)

a) Assumed.
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