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& BigTe; (n=1, m=1) 1%, W& OHEEN, &
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2.
diffraction profiles of BiTe at 92 K. A difference curve
(observed—calculated) appears at the bottom of each
Figure, and under the curve, vertical spikes indicate the
reflection markers.
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#*1. Refined structural parameters for BiTe at 92K.
The space group is R3m . Standard deviations are
shown in parentheses. The final R-factors and lattice
parameters are Ry, = 3.46%, R, = 2.16%, R, = 1.42%,
R,, expected = 1.33% and a = 4.42486(6) A, ¢ =
185.124(2) A. Overall isotropic temperature factor was
applied to and x = y = 0 for all site in common. By =
0.562(9) A*

atom site g z
Tel 3(a) 1.0 0
Bi/Tel  6(c) 0.58(3)/0.42  0.03317( 8)
Bil 6(c) 1.0 0.06481( 7)
Bi/Te2  6(c) 0.45(4)/0.55  0.09516( 7)
Te2 6(c) 1.0 0.12986( 9)
Bi/Te3  6(c) 0.65(3)/0.35  0.16157( 6)
Bi2 6(c) 1.0 0.19355( 5)
Bi/Ted  6(c) 0.37(3)/0.63  0.22450( 7)
Te3 6(c) 1.0 0.25867(10)
Bi/TeS  6(c) 0.70/0.30 0.29094( 7)
Bi3 6(c) 1.0 0.32214( 5)
Te4 6(c) 1.0 0.35372(10)
Te5 6(c) 1.0 0.38765(11)
Bi4 6(c) 1.0 0.41902( 5)
Bi5 6(c) 1.0 0.45132( 5)
Te6 6(c) 1.0 0.48328(9)
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