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Abstract 

 In this study, we provide detail of the adsorption of methylene blue (MB) on the surface 

of TiO2 nanotubes (TNTs) at different pH conditions. It is shown that adsorption capacity of 

TNTs is strongly dependent on pH of the solution. The absorption is maximized at pH 5 and 

minimum at pH 1. The results of calculations based on the density functional theory indicate that 

Cl atom plays an important role in the adsorption of MB on the surface of TNTs. The adsorption 

is increased or decreased by the OH group or H atom on the TNTs surface, respectively. 
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