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Principle of Nitroxide Mediated Polymerization Level of theory study: test set Application: nitroxide- and alkoxyamine-forming reactions
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Level of theory study: results Application: nitrone structure influences on thermodynamics and kinetics
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§ : Best-performing DFT method: Conclusions

BMK/6-311G(d, p)

A level of theory study has been performed on molecules and reactions related to in-situ
Nitroxide Mediated Polymerization. The BMK/6-311G(d,p) level of theory is preferred for the
description of reactions. Applying BMK to investigate the influence of the nitrone structure on
elementary reactions involved in in-situ NMP, shows significant differences between the various
nitrones in agreement with experimental findings.

Best-performing DFT method:

B2-PLYP/cc-pVQZ Good description of thermodynamics of

reactions is important (see principle).
Scaling with the number of basis functions N: P (see p ple)
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