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I'o A

C=N 1.1606(50))
c=C 1.2223(50%)
c-C 1.3636(509)

Bond lengths transferred from the nitrile side ofsN@redict aB, value extremely close to the
experimental one (0.05%). A change of 0.0004 A in the distances is sufficient to reproduce the
experimentaB,. Therefore, the geometric parameters are well within 0.005 A of the transferred
distances. This is further confirmed &ly initio predictions.

® Distances are taken from EXL
Winther, F., Schonhoff, M., LePrince, R., Guarnieri, A., Bruget, D.N., McNaughton, D.: J.

Mol. Spectroscl52(1992) 205
See also: McNaughton, D., Bruget, D.N.: J. Mol. Str2¢8(1992) 11.

ro A9

C=N 1.161(5)
C=C 1.198(11)
C-C  1.367(3)

The By rotational constant derived from the ED bond lengths is nearly identical wiBythe
value deduced from the Raman band-shape analysis.

The nozzle was at room temperature.

8 Twice the estimated standard errors including a systematic error.
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