
1300 C3H7Cl Cyclopropane – hydrogen chloride (1/1) C2v

MW (weakly bound complex) (effective symmetry class)
(large-amplitude motion of HCl)

Isotopic species r0(centroid...Cl) [Å] a) γ0 [deg] a) b)

C3H6 · H
35Cl 4.004(3) 21.2(5)

C3H6 · H
37Cl 4.004(3) 21.1(5)

C3H6 · D
35Cl 4.001(3) 19.0(5)

HCl lies in the plane of the ring along the C2 axis.

a) Uncertainties were not estimated in the original
    paper.
b) Instantaneous angle between the HCl bond
    direction and the a axis. Average angle.
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MW
Isotopic species θ0 [deg] a) α0 [deg] b) β0 [deg] b)

C3H6 · H
35Cl 21.15(1) c) 15.35(5) c) 15.25(5) c)

a) Angle between the HCl subunit and the a-axis of the
    complex; cosθ  = cosα cosβ. Average angle.
b) See figure for definition. Average angle.
c) Obtained from eQq, the nuclear quadrupole
    coupling constant. Average angle.
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