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Abstract
The precise crystal structure of Zn,Sh;, which is one of the most efficient thermoelectric materials, has been
determined by combination of Maximum Entropy Method and Rietveld analysis using synchrotron-radiation powder
diffraction at SPring-8. The structure contains significant disorder with zinc atoms distributed over multiple positions.
The crystal structure of Zn,Sh, in present study allows a general explanation of the electric transport properties which

explains the remarkabl e thermoel ectric figure of merit.
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01 Atomic coordinates and equivalent isotropic parameters (0 2x 10%).

Atom  Site Xla Y/b Zlc Occupancy Uiso
Zn(A) 36f 0.07915(4) 0.24483(6) 0.40273(5) 0.899(1) 268(4)
Sb(l) 18e 0.35559(3) 0.0 0.25 1 155(2)
Sh(2) 12e 0.0 0.0 0.13646(2) 1 174(3)
Zn(B) 36f 0.1782(8) 0.434(1) 0.030(2) 0.068(1) 1253(113)
Zn(C) 36f 0.2391(7) 0.4553(8) 0.2093(3) 0.068(1) 317(25)

Zn(D) 36f  0.131(1) 0.233(1)

0.278(1) 0.033(1) 1273(38)
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