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Based on Materials-Studio molecular simulation, it
assisted with propionic acid separation

Liu Yiwei
School of Materials Science and Engineering, Hubei University, Wuhan, Hubei 430062

Abstract: Propionic acid is widely used in various fields because of its low price, high economic benefit and mild conditions,
but due to the complex use environment, how to efficiently isolate propionate has been a difficult problem to be solved. As the
method of common separation and purification material, the extraction technology can achieve the purpose of separation and
purification of propionate acid according to the different solubility in different solvents. In this paper, Materials-Studio molecular
simulation technology to simulate the solvation free energy of propionate in the water environment and n-octanol, thus comparing
the solubility in the two systems, concluded that propionate has good oleophil, provides support for the extraction research and
ideas, and the method also provides guidance and theoretical analysis for the extraction of other substances.
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