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Characterization of Cr(VI) local structure dispersed in dicalcium silicate
by combined technique of XAFS analysis and first—-principle simulation for
qualification of Cr(VI) formation mechanism in Cr—containing steel slag
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(English)

Chemical state and local structure of Cr ion dispersed in dicalcium silicate (Ca,SiO4) was
investigated by Cr k-edge XAFS analysis and first-principle simulations. It was found that in
B -Ca,Si04, a metastable phase formed at high temperatures, Cr ions of different oxidized states
are simultaneously dispersed when annealed in air atmosphere, and these Cr ions are tetrahedrally-
coordinated with nearest oxygen anions similarly to CaCrO4 compound.
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