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Conclusions

@ Comparison of binding stability by cohesive energy shows that C6 is the most stable at the MAPE/CNF interface and that there is no difference in
stability at the MAPP/CNF interface. For the most reactive C6, MAPE was found to be more stable in binding to CNF than MAPP.

@ Virtual loading test show that at the PP/CNF interface the silane coupling agent improves the properties by 203% for APS and 204% for MPS.

@ The results of first-principles calculations on the mechanical properties of the interface were incorporated into a multiscale analysis of a fiber
dispersion model that takes the interface into account.

@ The method relies on the results of first-principles calculations and requires a discussion of the molecular modelling setup and bonding modes.

@ The thickness of the interface is still difficult to measure, so setting the interface thickness in a microscale model is one of the issues to be addressed
in the future.
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