
1560 C4H4O Diacetylene − water (1/1) C2v

MW (weakly bound complex) (effective symmetry class)
HC≡C−C≡CH · H2O

For χ = 0° a), γ = 0° a):

H2O · HCCCCH HDO · HCCCCH D2O · HCCCCH

r0(Rcm) [Å] 5.205(5) b) 5.229(5) b) 5.250(5) b)
r0(Rhyd) 

c) [Å] 2.188(5) b) 2.184(5) b) 2.180(5) b)

For χ = 37.1° a), γ = 8.5° a):

H2O · HCCCCH HDO · HCCCCH D2O · HCCCCH

r0(Rcm) [Å]   5.214(5) b)   5.237(5) b)   5.258(5) b)
r0(Rhyd) 

c) [Å]   2.197(5) b)   2.193(5) b)   2.188(5) b)
ks [md Å−1] d)   0.0741   0.0730   0.0746
νs [cm−1] e) 97 95 94

a) Assumed.
b) Uncertainty was not estimated in the
    original paper.
c) Rhyd is the distance between the diacetylene
    hydrogen and the water oxygen.
d) Stretching force constant of the intermolecular
    bond.
e) νs = (2πc) −1(ks /µ)1/2.
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