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S1. Experimental and calculated powder X-ray diffraction patterns for BaZr(IO3)6 
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S2. Experimental and calculated powder X-ray diffraction patterns for K2Zr(IO3)6 
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S3. Atomic positions and isotropic displacement parameters for K2Zr(IO3)6

Atom x y z Uiso(Å2)

K(1) 0 0 0.8312(7) 0.033(3)

I(1) 0.39452(14) 0.38246(14) 0.71894(16) 0.028(3)

Zr(1) 0.66667 0.33333 0.83333 0.035(2)

O(1) 0.5532(10) 0.3819(11) 0.7208(8) 0.029(5)

O(2) 0.4484(10) 0.5206(11) 0.6227(8) 0.027(5)

O(3) 0.4272(11) 0.4691(10) 0.8566(9) 0.042(5)
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S4. Powder XRD pattern for calcined product of BaZr(IO3)6
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S5. Powder XRD pattern for calcined product of K2Zr(IO3)6
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