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Figurel (Color online) Snapshots of a water nanodroplet (125 water
molecules) during the time evolution (in unit of ps) of the wetting
process on a graphene sheet at (a) 298 K; (b) 385 K; and (c) on the BN
sheet at 385 K [10].
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Figure2 Color online) (a) Upper panel: The geometry of a model fcc
crystal (111) surface. The unit cell with the lattice constant a is marked.
Lower panel: The side view of awater droplet on amodel substrate; (b)
The contact angle as a function of surface lattice constant for both
hydrophilic and hydrophobic surfaces [11].
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Figure 3 (Color online) The structure of Iy, ice induced by mica(001)
surface: (@), (b) monolayer ice; (b), (c) bilayer ice; (), (f) trilayer ice.
The upper and lower panels correspond to top and side views,
respectively [12].
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Figure 4 (Color online) Configurations of monolayer and bilayer
THF films without and with the graphene coating (blue bar),
respectively [13].
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Figure5 (Color online) (a) The structure of 1D ice in the channel of
MOF based on FPMD simulations; (b) and (c) represent the
orientations of water molecules in the channel under opposite electric
fields, respectively. The hydrogen bonds are represented by dash lines
[14].
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Figure 6 (Color online) (@) A snapshot of the stable ice-like NeesH-OseeH-N bridge structure formed spontaneously in the MD simulation; (b)
time-resolved dipole moment evolution of three water molecules trapped in the nano-channel of RSMOF-1; (c) local density of states (DOS) of
RSMOF-1 calculated before and after the formation of the stable ice-like NeeeH—-Oee¢sH-N bridge structure [15].
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Figure 7 (Color online) (a) The structures of graphyne sheets with
various sized nanopores; (b) aside view of the simulation system [16].
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Figure 8 (Color online) (a) Oxygen density distribution and (b) the
potential energy of a water molecule inside the dlit-like nanopores with
Ns=2; (c) projected oxygen density and potential energy of a water
molecule inside the nano silt as a function of the distance between the
water and the center of nanopore [17].
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Figure 9 (Color online) The distance (R) between F~ (left) and Br
(right) ion and the COM of water droplet versus the time. Red curves
represent time-dependent position of ions, starting initialy from the
interior region, while green curves represent time-dependent position of
ions, starting initially outside the surface region [18].
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Figure 10 (Color online) (a) Computed formation energy difference
(AAE) between K* and Na' versus the radius of nanotube; (b) the
selectivity S of K* over Na" computed from the formation energy
difference AAE based on Arrhenius equation [19].
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