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Fig. S1 Interaction patterns of hydroxyls (F1A, F1B and F1C), water molecule (W1),
hydroxyl and water (W1A and W1B) on the Ca-rich (100) facet of HAp



Fig. S2 Interaction patterns of hydroxyls (F4A, F4B and F4C), water molecule (W4), 

hydroxyl and water (W4A and W4B) on the Ca-rich (010) facet of HAp



Fig. S3 Surface structures of pure HAp. SF1, SF2 and SF3 are Ca-rich, PO4-rich and Ca-PO4-

OH surfaces on the (100) facet, respectively. SF4, SF5 and SF6 are Ca-rich, PO4-rich and Ca-

PO4-OH surfaces on the (010) facet, respectively. SF7, SF8 and SF9 are Ca-rich, PO4-rich and 

Ca-PO4-OH surfaces on the (001) facet, respectively


