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Objectives:
This research focuses on modelling the
surface interactions between cement
hydrates, ionic species and the
inﬂuence of the microstructure of
cement on the transport in order to
quantify their effects on the diffusivity
of chloride ions.
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Nanoscopic modelling of chloride
diffusion in cement paste
Hydrates form over time, modifying the microstructure of
cement paste. These changes equally affect transport
properties which are microstructure dependent, which in turn
are a function of w/c ratio. The pore solution content also
greatly in uences chloride diffusion. To model this, a method
based on the coupling of the Grand Canonical Monte Carlo and
the Widom algorithm has been implemented. It simulates the
Electrical Double Layers that form in gel pores (< 10nm) due to
the surface effects dominating the porous C-S-H network.
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