1560 CH,0 Diacetylene- water (1/1) Cy
MW (weakly bound complex) (effective symmetry class)
HC=C-C=CH - HO
Forx =0°%, y=0°%:
H,O - HCCCCH HDO - HCCCCH J®» - HCCCCH
rf(Re) [A]  5.205(5)") 5.229(5)°) 5.250(5)")
ro(Ryd ©) [A]  2.188(5)") 2.184(5)) 2.180(5)°)

For x = 37.1%), y= 8.5°%:
H,O - HCCCCH HDO - HCCCCH f@ - HCCCCH

ro(Rem) [A] 5.214(5)") 5.237(5)) 5.258(5)")

ro(Rayd) ©) [A] 2.197(5)% 2.193(5)) 2.188(5))

ke [md A% 0.0741 0.0730 0.0746

Vs [cm™] ©) 97 95 94

3 Assumed. o < \ c

®) Uncertainty was not estimated in the H o-Q”\X ONCS N
original paper. p !) A

‘) Ry is the distance between the diacetylene o R c
hydrogen and the water oxygen. = C

% Stretching force constant of the intermolecular
bond.
9) vs = (2) _1(ks/l-l)l/2-

Matsumura, K., Lovas, F.J., Suenram, R.D.: J. Mol. Spectidgiq1990) 123.

Landolt-Bornstein
New Series 11/25C



