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Density Functional Theory Study of Tert-butylmercaptan (TBM) and Tetrahydrothiophene (THT)
Adsomtion on Modified ETS-0and Activated Carbons
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Hydrogen is a non-toxic feedstock for cherrical industry, and is an altemative fud that may replace fossil
fud. Hydrogen production for residential fudl odlls is an effective technology because numerous natural ges
pipdines are alnost reaching hone In nany aress. Howeve, it is required to separate orgpnosulfur
conpounds such as tert-butyimercaptan (TBM) and tetrahydrothiophene (THT) added in fud ops for
preventing from poisoning catalysts in fud odls. Na, K-ETS-40 Cu-ETS-0, activated carbons (AC), ad
ACHNO3 are considered as promising adsorbants for removal of organosulfur conpounds. Harg, we
perfored density functional theory calculations to dbtain the informration for designing the desulfurization
nethod by investigating TBM and THT adsorption. We reveal how each absorbent affects the adsorption
energes of TBMand THT, and sugoest a way of how to increase their adsorption capecities.
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