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Progress of adsorptive desulfurization and application calculated via molecular simulations
JU Shen-gui, ZENG Yong-ping, YAO Hu-qing
(College of Chemistry and Chemical Engineering, Nanjing Universily of Technology, Nanjing 210009, China)

Abstract: Some work of adsorptive desufurization and application calculated via molecular simulations is reviewed.
Although the price of some raw malerials and commercial molecular sieves are very cheap, industrial applicalions are limited for
theirs’ bad performance of deep desulfurization. The modified activated carbon has high adsorptive capacity of sulfides, but the
application is restricted by its mechanical intensity . The kinds of metal oxide and the porous malerials loaded with metal oxides
have high selectivity for sulfides.The researchers have been drawn by its good performance. But the adsorptive capacity is not
satisfied. The molecular sieves were modified by metal ions, such as alkali metals, V| elements, noble metals and so on.
Especially, the adsorptive desulfurization via z-complexalion is a very promising method for diesel deep desulfurization. The

adsorptive desulfurization combined with some other desulfurization technology will be an extremely important research area.

Molecular simulations will be very promising methods and tools for developing absorbent of desullurization .
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