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Distance, A
Figure S3. Atomic density profiles of Ow atoms of H20 molecules for both versions of ClayFF force

field as functions of their distance from the basal clay surface.
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Figure S4. Atomic density profiles of Ho atoms as functions of their distance from the basal clay
surface modeled with two versions of the ClayFF force field.
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Figure S5. (a) Radial distribution functions for U-Ob pairs; (b) Running coordination numbers for
U-Opb pairs (smectite model).
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Figure S6. (a) Radial distribution functions for Ca-Ow pairs; (b) Running coordination numbers for
Ca-Ow pairs (smectite model).
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Figure S7. (a) Radial distribution functions for Ca-Onw pairs; (b) Running coordination numbers for
Ca-Onw pairs (smectite model).
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Figure S8. (a) Radial distribution functions for U-Ob pairs; (b) Running coordination numbers for
U-Op pairs (illite model).
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Figure S9. (a) Radial distribution functions for U-Obs pairs; (b) Running coordination numbers for U-Oets pairs (illite model). Obts —
Oxygen atom near tetrahedral substitution.
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Figure S10. (a) Radial distribution functions for K-Ow pairs; (b) Running coordination numbers for K-Ow pairs (illite model).
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Figure S11. (a) Radial distribution functions for K-Onw pairs; (b) Running coordination numbers for K-Onw pairs (illite model).



