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Electronic origin of surface potentials in bioactive ceramics
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In this study, first-principles calculations were performed to investigate
stable atomic structures and charged states of surfaces of hydroxyapatite (HAP). Here the implicit
solvation model was employed to consider effect of aqueous solutions in contact with HAP surfaces.
It was found that the surface potentials and their related isoelectric pH values obtained here can
successfully represent the surface charge states of HAP as experimentally reported.
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