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Fig. 1: Optimized structure of Li*(QM)-171H,O(MM).
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Fig. 2: Radial distribution function for Li-O.
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A B C D total
Li* 4 14 35 67 120
Na* 5 15 32 76 128
K~* 6 13 36 75 130

Fig. 3: Definition of hydration shells and the number of water molecules included in each shell.
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Fig. 4: Mulliken charges of ions surrounded by Fig. 5: Extra charge per water molecule in each

water molecules. hydration shell.





