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Figure 1 Spatial plots of the number of hydrogen-bonds per each water
molecule (upper) and the lifetime of hydrogen bond (lower)
for water films with different thickness on a Si(100) surface.
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Figure 2 (a) A snapshot from 100ps first-principles MD simulation
of 1.8mol/l NaCl aqueous solution. (b) Radial distribution
function of Na' ions surrounding a Cl  ion. Averaged Na'
density is used as unit of the vertical axis.
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Figure 3 (a) A snapshot from the first-principles molecular dynamics simulation of the solid-liquid interface between1.8mol/l NaCl aqueous solution
and Au(111) surface. Two Cl ions are dehydrated and adsorbed on the Au surface. (b) Lateral trajectories of the two Cl™ ions on the Au
surface. (c) Vertucal trajectories of each ion. The origin of height is averaged position of the surface Au atoms. (d) Distribution of Na' and
ClI ions along the surface normal direction. Averaged Na' density (= Cl density) is used as unit of the vertical axis.
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