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-Monomers SiO(OH) 3 -: small aggregates, and destabilize the aggregation (entropic effect) § Similar behaviours of Na + : "buffer media" with the hydroxide anions § MD simulations of "real" solutions:

- X ray scattering intensity from MD simulation 

I(q) = X ↵ X f ↵ (q)f (q) p N ↵ N S ↵ (q) S ↵ (q) = ↵ + p ⇢ ↵ ⇢ FT 3D (g ↵ (r) 1)
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  Different [Si]/[Na + ] ratios with respect to NMR experiments -Influence of the alkali nature on the aggregation n Si(OH) 4 + n OH -= SiO(Development of a polarizable silicate force field for describing all the silicate oligomers by assembling neutral and anionic fragment (10 types of atom) § MD simulations focused on 3 species: § Calculation of I(q) from radial distribution functions § Theoretical I(q) directly comparable to experimental one § Efficient method for describing alkali media [4] è study of silicate oligomers in such media

  concentrated media § Same structure for Q > 1 Å -1 § Rise for Q < 0.4 Evolution of the silicate oligomers without considering the main aggregate Stability diagram for soluble silicates at 298 K [2]
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