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Abstract

In this study, we provide detail of the adsorption of methylene blue (MB) on the surface
of TiO, nanotubes (TNTSs) 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 TNTSs surface, respectively.
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Toém tit

Trong nghién ciru nay, chiing toi t6i thé hién chi tiét vé sy hap phu methylene blue (MB)
trén bé mat dng nano TiO, (TNTS) tai cac diéu kién pH méi truong khac nhau. Né cho thiy rang
kha ning hap phu phu thudc manh vao pH cta méi truong. Sy hap phu 16n nhét tai pH 5 va nho
nhat & pH 1. Cac két qua tinh toan dya trén phiém ham mat d¢ chi ra ring nguyén tir Cl dong vai
trd quan trong cua sy hap phu MB. Su hap phu thi duoc ting cudng hodc giam bdt twong g boi
nhém OH hodc nguyén tir H trén bé mat TNTs.
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