1039 GHN 2-Propynenitrile Cov
MW, IR Cyanoacetylene HEC-C=N

H-C 1.0624(5)
c=C 1.2058(5)
c-C 1.3764(5)
C=N 1.1605(5)

The equilibrium rotational constarg for six isotopomers are derived from the corresponding
By values by usingr; parameters obtained lay initio calculations and checked against
experimental values. TheBgvalues are then fitted to yield the equilibrium structure.
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uv Cs
State AlA
re [A] C(2)-H (1.08)%)
C(1EC(2) 1.25
C(1)-C(3) 1.40
C=N (1.159))

6, [deg] C(1rC(2)-H 164
C(2EC(1)-C(3) 143
C(1)-C(3eN 180
3 Assumed.
®) The ground state value was assumed to hold in the excited state.
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