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Research Progress of Montmorillonite Molecular Simulation
Li Guoging', Qiu Jun', Liu Dongliang', Jiang Shan1, Chen Ping', Wang Guifang?, Lu Xianjun'

(1.College of Chemical and Environmental Engineering , SDUST, Qingdao, Shandong, China;2.School of

Resource, Environment and Materials, Guangxi University, Nanning, Guangxi, China)
Abstract: Montmorillonite is a layered silicate mineral, which has been widely used in many fields because

its special crystal structure makes it have many excellent physical and chemical properties. In the field of

materials science research, molecular simulation technology, as a brand-new scientific research method,

plays an important role in the basic theory and applied research of montmorillonite. In this paper, the basic

progress of molecular simulation technology in the field of montmorillonite in recent years is reviewed,

including the changes of the montmorillonite crystal structure caused by the montmorillonite interlayer

hydration, inorganic cation species, organic adsorption and others.
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