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Abstract
In recent years, the discovery of suitable catalyst to oxidation of sulfur monoxide (SO) in normal temperature is a major concern in the industry. In this study, in first step; the boron nitride nanocone (BNNC) with Ge were doped and the surface of Ge-BNNC by using of the O2 molecule were activated. In second step; oxidation of SO on surface of Ge-BNNC through the Langmuir Hinshelwood (LH) and Eley Rideal (ER) mechanisms was investigated. Calculated data reveal that surface of O2-Ge-BNNC oxide the SO molecule with Ge-BNNC-O-O* + SO → Ge-BNNC-O-O*-SO → Ge-BNNC-O* + SO2 and Ge-BNNC-O* + SO → Ge-BNNC + SO2 reactions.  It can be concluded, the energy barrier of LH mechanism to oxidation of SO on Ge-BNNC is lower than ER mechanism. Finally, the Ge-BNNC is acceptable catalyst with low price and high performance to oxidation of SO in normal temperature

Povzetek (Scientific paper)
[bookmark: _GoBack]V zadnjih letih se industrija veliko ukvarja z razvojem učinkovitih in poceni katalizatorjev za oksidacijo žveplovega monoksida (SO) pri normalni temperaturi. S tem namenom smo  preučevali  nanostožec borovega nitrida (BNNC) dopiranega z Ge, čigar površino smo  aktivirali    z molekulo O2. Nato  smo z uporabo  Langmuir Hinshelwood (LH) in Eley Rideal (ER) mehanizmov   raziskali oksidacijo SO na aktivirani površini Ge-BNNC. Rezultati kažejo, da tako aktivirana  površina Ge-BNNC oksidira molekulo SO ter da ta proces lahko opišemo z zaporedjem reakcij Ge-BNNC-OO * + SO → Ge-BNNC-OO * -SO → Ge-BNNC-O * + SO2 in Ge-BNNC-O * + SO → Ge-BNNC + SO2. Izkazalo se je, da  oksidacija SO na aktivirani površini Ge-BNNC pri uporabi  LH mehanizma poteka pri  nižji energetski barieri kot pri  ER mehanizmu. Izračunani parametri kažejo, da je aktiviran Ge-BNNC sprejemljiv katalizator z nizko ceno in visoko zmogljivostjo za oksidacijo SO pri normalni temperaturi.
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