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Fig. S-1  Atomic z-density profiles for (A) S1-Calcite-C3, (B) S1-Calcite-C6, (C) S1-Calcite-C7, (a) S1-Kaolinite-C3, (b) S1-Kaolinite-C6, (c) S1-Kaolinite-C7 simulations at 340K.
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Fig.S-2   Atomic z-density profiles for (A) S2-Calcite-C3, (B) S2-Calcite-C6, (C) S2-Calcite-C7, (a) S2-Kaolinite-C3, (b) S2-Kaolinite-C6, (c) S2-Kaolinite-C7 simulations at 340K.
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Fig. S-3  Temperature and energy fluctuations during MD simulation for S1-Calcite-C10 system at 340 K.
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Fig. S-4  Temperature and energy fluctuations during MD simulation for S2-Calcite-C10 system at 340 K.
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Fig. S-5  Temperature and energy fluctuations during MD simulation for S2-Calcite system at 340 K.
