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Tom tat

Trong nghién ctu nay, phuong phap mo phong dong hoc phéan ti (MD) dugc su dung
dé danh gia ning luong tuong tac giita C&C mat mang cua tinh thé TiO2 & pha Anatase (8
mét mang phé bién) va pha Rutile (10 mat mang pho bién) trén dé thép — duoc dai dién bang
mat mang Fe(110) va Fe(111) ¢ nhiét &6 phong. Nghién ciru MD cho thay cac mit mang
TiO; khac nhau ¢ nang luong lién két va do bat twong thich rat khac nhau véi dé thép, tuy
nhién khéng c6 su khéc biét gitta dé Fe(110) va Fe(111), dong thoi ching minh pha Rutile
tuong tac voi dé thép tét hon pha Anatase. Nghién ciru thuc nghiém cho két qua phi hop
v6i md phong, khi mang mong TiO, dwoc nung ¢ nhiét do thich hop thé hién kha niang

chéng dn mon trong méi truong nudce bién cao hon cac mau khdng nung.
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Abstract

In this research, the molecular dynamics (MD) simulation was applied to study the
interaction between TiO> crystal phases including 8 Anatase common orientations and 10
Rutile common orientations with steel surface — represented by Fe(110) and Fe(111)
orientations. The results pointed out that different TiO, orientations have distinguished
binding energy as well as the dissimilarity among them and steel surfaces, but there is almost
no disagreement of them on Fe(110) and Fe(111) surface. The results also showed that
Rutile phases has better connection to steel surface than Anatase phases. Experimental
results had a good agreement with simulation data, emphasized that TiO; thin film had beed
treated in appropriate annealing temperature, exhibited better corrosion resistance than the

others in simulated seawater environment.
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