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Table Molecular constants of acetyl-d ;isocyanate and acetyl isocyanate

CDs CD,C(:0)-NCO CD,C(:0)-OCN
" ®=0° @ =180° @ =0° @ =180°
structure Obs.? Calc. Calc. Calc. Calc.
AIMHz 9713.90(6) 9630.86 7911.02 9630.86 7911.02
K-structure B/MHZ 2042.04(2) 202281  2189.01 202281  2189.01
CI/MHz 1722.78(2) 1706.89 1751.91 1706.89 1751.91
B+C B+CIMHz 3764.82(4) 37297 394091 3729.7 394091
K -0.9201 -0.92026 -0.85806 -0.92026 -0.85806
0° Ilu 2 -6.1631(27) -6.2338 -6.2801 -6.2338 -6.2801
¢ E kI mol™ 0.0 12.6 85.8 99.6
CH,C(:0)-NCO CH,C(:0)-OCN
Fig.2 ®=0° @ =180° @ =0° @ =180°
Obs? Cdlc. Cdlc. Calc. Calc.
AIMHz 10773.160(25) 10662.514 9555.422 10383.74 9031.99
BI/MHz 2222.693(5) 2201.574 2253.419 2449.90 2599.36
CI/MHz 1862.934(5) 1845.581  1844.322 2006.89 2044.01
B+C/MHz 4085.627(10) 4047.154 4097.741 4456.79 4643.37
K -0.919248 -0.91925 -0.89389 -0.89423 -0.84106
Ilu 2 -3.0021 -3.1193 -3.1425 -3.134 -3.130
1BCH3C(0)-NC E/kJmol™ 0.0 12.6 85.8 99.6
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2)B.M.Lansberg et ., J. Chem . Soc . Faraday, 76,1208-1213(1980).
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Fig.2 The stick diagram for the bunches of the observed and calculated spectra of

CD3CO-NCO and CH3CO-NCO
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