
1792 C4H9N Pyrrolidine C s

ED, ab initio calculations
(HF/4-21 (for C, N),
HF/21 (for H))

ra Å a) θa deg a)
C−N 1.469(10) C−N−C 105.2(35)
C−C 1.543(8) H−C−H 106.0(18)
C−H 1.090(4) C−N−H 107.0 b)
N−H 1.020 b) N−C−C 104.6 c)

C−C−C 104.9 c)
ϕ  d)   39.0(14)

The ED and ab initio calculation agree with respect to the most stable conformation shown in
the figure. The calculation of the energy profile for pseudorotation results in a second energy
minimum for the envelope conformer with the equatorial position of the amino H. The energy
difference between these two conformers is predicted to be about 1 kcal mol01 and the
barrier to pseudorotation to be 1.66 kcal mol01.
The nozzle temperature was 20 °C.

a) Three times the estimated standard errors.
b) Assumed.
c) Dependent parameter.
d) Flap angle of the CNC plane.
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Atom | as | [Å] | bs | [Å] | cs | [Å]

H(1) 1.3439 0.1505 1.2122
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