
1701 C4H7N 3,4-Dihydro-2H-pyrrole C1

MW 1-Pyrroline

r0 Å θ0 deg
C(5)–N 1.466 a) C(3)–C(4)–C(5) 103.9 a)
C(3)–C(4) 1.545 a) H–C–H (average) 107.4 a)
C(2)=N 1.252 a) N=C(2)–C(3) 117.1 a)
C(2)–H 1.074 a) N=C(2)–H 120.9 a)
C(4)–C(5) 1.552 a) N=C(2)–H 116.2(1)
C(2)–C(3) 1.509 a) ϕ  b)   22.9(2)
C–H (average) 1.082 a)
C(2)=N 1.306(2)

a) Ab initio value.
b) Equilibrium puckering angle. Uncertainty was not estimated in the original paper.
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