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Accurate predictions of the barrier height of an acetyl methyl group in ketones are still difficult to mr;lke and no
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Figure 2. Geometries of the two conformers of octan-2-one optimized at the
MP2/6-311 + +Gld,p) level of theory. Left hand side: View on the C—(C=0)-C
plane. Right hand side: View along the O=C bond
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