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Table S1: Lattice parameters of all considered models.

Pbl, . L. Cation
Cell . . I termination ..
Phase Parameters termination ( A) termination
A) A)
a 17.65 17.65 17.65
RP/H,O b 17.14 17.14 17.14
c 62.50 63.82 59.94
a 18.32 18.32 18.32
DJ/H,0O b 17.01 17.01 17.01
c 51.00 53.74 48.62
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Figure S1. Post simulation geometries of Pbl, terminated (a) RP/H,O interface and (b)

DJ/H,0 interface.
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Figure S2. Integrated distribution plots of Pb—O radial pair distribution of Pbl, terminated

RP/H,0 interface and DJ/H,O interface.
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Figure S3. Histograms of the number of adsorbed waters per metal for the Pbl, terminated

water interfaces throughout the MD trajectories.
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Figure S4. Post simulation geometries of I terminated (a) RP/H,0 interface and (b) DJ/H,O

interface.
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Figure S5. Post simulation geometries of cation terminated (a) RP/H,O interface and (b)

DJ/H,0 interface.



