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Fig. S1. The stable optimized structures of arsenic formation on FeS2 (100) surface. 
Table S1 The formation energy and some geometric parameters for arsenic formation on FeS2 (100) surface
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Fig. S1. The stable optimized structures of arsenic formation on FeS2 (100) surface. As atom is green.


Table S1. The formation energy and some geometric parameters for arsenic formation on FeS2 (100) surface.
	Structure
	E(kJ/mol)
	RFe-As(Å)
	RS-As(Å)

	1-1
	-223.40
	2.520/2.467
	2.405

	1-2
	-223.44
	2.460/2.414
	2.517

	1-3
	-180.42
	2.295
	2.285

	1-4
	-234.14
	2.498/2.600
	2.368
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