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Computational Simulation of Interface Functional Design of Clay Mineral Materials

FU Liangjie, LIU Tianyu, YANG Huaming
(School of Minerals Processing and Bioengineering, Hunan International Joint Lab of Mineral Materials, Central South University,
Changsha 410083, China)

Abstract: Systematic studying the relationship between microstructure and properties of clay mineral materials at the atomic and
electronic scales has become an important trend. In this paper, the research progress in computational simulation of surface/interface
of mineral materials is reviewed, covering three directions, i.e., interface recombination, surface modification and structural
modification. The relevant contents about atomic and electronic micromechanisms are summarized, while the challenges and future

development direction of mineral material functional design are prospected.
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