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Highlights 

 Surface reaction chemistry of Hg oxidation over FeS2 was studied using DFT method. 

 FeS2(110) surface is much more active for Hg0 adsorption than FeS2(100) surface. 

 The reaction pathway of heterogeneous Hg transformation is a three-step process. 

 HgS desorption from FeS2 surface is the rate-determining step. 
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