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After producing the 2D Ge by using molecular dynamic method, the DFT study of
reactions of H with 2D Ge was investigated using SIESTA calculation. The phonon frequency of
H on surface also have been study, the ZPE of system was calculated. The surface reaction of H

on Ge has been investigated via the onsite H stable positions included the zero point effect.
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Sau khi tao dugc 2D Ge bing phuong phap dong luc hoc phén tir, nghién ciru 1y thuyét
DFT cho twong tac gitta H va 2D Ge di dugc tién hanh bang tinh toan Siesta. Dao dong phonon
ctia H trén bé mit ciing nhu ning lugng diém khong da dugc nghién ctru va tinh toan. Twong tac
bé mit cua H trén Ge da duogc tinh toan thong qua cac vi tri lién két bén viing trén bé mat khi cho

anh hudng cua diem khong vao tinh todn.
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