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CIF,CC(O)CN, QC calculations
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CIF_ CC(O)CN, Gas-phase IR
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88% of gauche conformer according to IR spectrum.

85-95% according to QC calculations.




CIF,CC(O)CN, Temp.-dep. Gas-phase IR
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CIF,CC(O)CN, GED
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CIF,CC(O)NCO
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CIF,CC(O)NCO, QC calculations
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CIF,CC(O)NCO, Preliminary GED results

P(r)

gauche-syn: 86(9)%
QC: 54-81%
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CIF,CC(O)NCS
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CIF,CC(O)NCS, QC calculations
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CIF,CC(O)NCS, Preliminary GED results
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Summary

In case of conformational problem:

1) GED works as good as IR (and sometimes even better)!
2) Accuracy depends on the object under study
(fundamental GED property)!

3) Do not rely on theoretical calculations (unless you do not
have any other option)!
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