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Fig. S1 Survival time correlation function for Na+-ions adsorbed between the first and the second hydration layers obtained for the MA, D, and
H-type of hydroxylation states.
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Fig. S2 Variation of the screening length, κ−1, as a function of the salt concentration, ρ0, obtained for the MA, D, and H-type of hydroxylation
states.

mechanism ReaxFF DFT
pristine

Ti5c + H2Ow −⇀ Ti5cOwH2 -0.82 -0.831; -0.982

Ti5c + Obr + H2Ow −⇀ Ti5cOwH + ObrH -0.76 -0.631; -0.822

defective surface
Ovac + H2Ow −⇀ ObrH2 -0.98 -0.673; -0.924

Ovac + Obr + H2Ow −⇀ 2ObrH -1.7 -1.13

Table S1 Adsorption energies per molecule (in eV) predicted with ReaxFF and compared with DFT values.
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Fig. S3 Density profile of oxygen and hydrogen atoms along the y-direction normal to the interface modelled in the ReaxFF and Non-Reactive
frameworks when considering a pristine surface (a and b), and a surface containing initially 25% of vacancies (c and d) interacting with bulk water.
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