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Table 4. Anisotropic temperature-factor coefficients and equivalent isotropic

temperature factors for the refinement of garnet T-KAY-K-1 in the average space

group, la3d
Up** Uy Uss Uy Uy Uyp Ueq
X 706G)F  127(4) (U,,) 13(4) 0 0 108(2)
Y  796) WUy Uy A6 Uy Uy 790)
Si  95(8) 82(5) (U,,) 0 0 0 87(4)
O 126(10) 123(10) 121(10) 9(8) -1(8) 9(8) 123(6)

**U, ; are coefficients in the expression exp[-2n2(U ;12 a*2 + Uk 2b*2 + U,,l2%c*2

+ 22U oh ka*b* + 2Uqshla*c* + 2Uy3k 1b*c*)].



Table 10. Correspondence between Ia3d and I4,/acd Wyckoff points

occupied by X cations

Equivalent points of Equivalent points of

the Ia3 d 24c position the I4,/acd 8b position

c5) 0,1/4,1/8 b(1) 0,1/4,1/8
c6) 0,3/4,3/8 b(2) 0,3/4,3/8
c(11) 0,3/4,7/8 b(3) 0,3/4,7/8
<«(12) 0,1/4,5/8 b(4) 0,1/4,5/8
«(17) 1/2,3/4,5/8 b(5) 1/2,3/4,5/8
«(18) 1/2,1/4,7/8 b6) 1/2,1/4,7/8
c(23) 1/2,1/4,3/8 b(7) 1/2,1/4,3/8
c(24) 1/2,3/4,1/8 b8 1/2,3/4,1/8
Equivalent points of Equivalent points of

the Ia3 d 24¢ position the 14, /acd 16e position

c(1) 1/8,0,1/4 el x0,1/4

c(2) 3/8,0,3/4 e(2 -x+1/2,0,3/4
c3) 1/4,1/8,0 ed) 1/4,—x+1/4,0
c4) 3/4,3/8,0 e(11) 3/4,x+1/4,0
c(7) 7/8,0,3/4 e(5) -x0,3/4
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<(8)

<(9)

<(10)
c(13)
c(14)
<(15)
<(16)
c(19)
<(20)
c(21)
c(22)

5/8,0,1/4

3/4,7/8,0

1/4,5/8,0

5/8,1/2,3/4
7/8,1/2,1/4
3/4,5/8,1/2
1/4,7/8,1/2
3/8,1/2,1/4
1/8,1/2,3/4
1/4,3/8,1/2
3/4,1/8,1/2

e(6)
e®)
e(15)
e9)
e(10)
e(12)
e(3)
e(13)
e(14)
e(16)
e?)

x+1/2,0,3/4
3/4,x+3/4,0
1/4,-x+3/4,0
x+1/2,1/2,3/4
-x,1/2,1/4
3/4,—x+3/4,1/2
1/4,x+3/4,1/2
-x+1/2,1/2,1/4
x,1/2,3/4
1/4,x+1/4,1/2
3/4,—x+1/4,1/2
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Table 11. Basis functions for the Eg IR

Wyckoff 14, /acd
24c point* Wyckoff position o P,
1 16e 1 1
2 16e 1 1
3 16e 1 -1
4 16e 1 -1
5 8b -2 0
6 8b -2 0
7 16e 1 1
8 l6e 1 1
9 16e 1 -1
10 16e 1 -1
11 8b -2 0
12 8b -2 0

* In order listed in the International Tables for Crystallography (1983)
for space group Ia3d. The same basis functions are repeated for body-

centered equivalent points 13 through 24.
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