
1534 C4H4 Acetylene dimer Cs

MW (weakly bound complex) (effective symmetry class)
HC≡CH · HC≡CH

r0 Å θ0 deg
Rcm 4.38(2) ϕT 27(2)

ϕL   0 a)

a) Assumed.
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IR, MW
r0 Å a)
Rcm 4.404(20)

The complex has a T-shaped structure with interconversion tunneling between four
isoenergetic hydrogen-bonded minima. The barrier to the tunneling is quite small (33.2 cm01).
The structure of the monomer units was assumed to be unchanged in the complex.

a) Uncertainty was not given in the original paper.
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