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Tém tat bang tiéng Viét:

Bai b&o trinh bay két qua nghién ctru vi cAu truc ctia Al203 va SiO2 bang phuong phap dong lwc hoc phan tir voi
thé twong tac Bomn-Mayer, vi cau tric cla hé dwgc khao sat thong qua ham phéan bb xuyén tam, sé phdi tri va do
dai liéen két. Cong trinh nay khao sat sy thay dbi cla vi cAu tric dwédi tac dong cla ap,suat cta hé hai nguyén
(AI203, Si02) so v&i hé ba nguyén (AI203).2(Si02). V&i muc dich chirng minh ban chat ty nhién va sw ton tai
cac don vi cau tric co ban TO4, TOS, TO6 ~ (T dai dién cho Al, Si). Ket qua nghién ciru cho thay doi véi hé
SiO2 khi ap suét tang sb phdi tri cac cdp ciing téng lén va cé xu huéng chuyén pha cu tric tir SiO4 lén SiO5.
Déi voi hé AI203 & ap suat thdp chi yéu bao quanh O la 4 nguyén t& Al, Khi ap suét téng lén ty 1& nay gidam. Sw
phu thudc cuia chiét suat vao mat dé ctia cac hé vat liéu ciling dwoc tinh toan va thdo luan trong bai bao nay.

Tir khoa: Vét lidu éxit; Thé tuong téc Bomn-Mayer: Vi céu tric; Sé phéi tri: Chiét suét.

Tém tét bang tiéng Anh:

This paper presents the research results of the material microstructures of Al203, SiO2, using the method of
molecular dynamics with the Born-Mayer interaction. Local structures of Al203, SiO2 and A2S under pressure are
studied and analyzed through the radial distribution function, coordination number and distance bond length. The
paper focuses on doing the research to clarify the change of the material microstructures of Al203, SiO2, in
comparison with Al203.2(SiO2) (donated as A2S), with the purpose of demonstrating the nature and the existence
of basic structure units: TO4, TO5, TO6 T is Si or Al) The research results showed that for the SiO2 systems,
when the pressure increases, coordination number also increases, and microstructure change from SiO4 to SiO5.
For Al203 systems, at low pressure mainly surrounded O are 4 Al atoms. When the pressure increases, this rate
reduces; meanwhile, 5 Al atoms surrounding O increase very sharply. Besides, the dependence of refractive index
on density will also be calculated and discussed in this paper.
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