Table 3.  Anisotropic displacement parameters (Å2 x 103) for autunite, 

   Ca[(UO2)(PO4)]2(H2O)11


U11
U22
U33
U23
U13
U12

U1
8(1)
17(1)
11(1)
0(1)
0(1)
1(1)

P1
8(1)
22(1)
10(1)
-1(1)
0(1)
1(1)

Ca1
20(1)
30(1)
37(1)
0
-3(1)
0

O1
26(3)
18(2)
34(3)
-1(2)
0(2)
7(4)

O2
19(2)
18(2)
25(2)
0(2)
-1(2)
12(3)

O3
37(3)
36(3)
12(2)
3(2)
-2(3)
2(3)

O4
9(3)
50(6)
26(4)
-3(2)
3(2)
-3(3)

O5
9(3)
25(4)
60(6)
-1(2)
0(2)
-1(3)

O6
28(3)
29(3)
13(2)
1(2)
0(3)
2(3)

O7
54(6)
22(5)
47(5)
0
-20(4)
0

O8
58(4)
54(5)
106(6)
22(5)
47(4)
9(4)

O9
36(3)
22(3)
131(5)
-7(4)
-3(4)
3(3)

O10
77(8)
40(8)
47(6)
0
-15(5)
0

O11
38(4)
36(5)
42(4)
0
7(4)
0

O12
77(5)
56(5)
54(4)
4(4)
-10(4)
6(4)

O13
74(4)
35(4)
62(4)
-1(3)
12(4)
4(4)

Ueq is defined as one third of the trace of the orthogonalized Uij tensor. 

The anisotropic displacement parameter exponent takes the form: -2 π2 

[ h2a*2 U11 + ... + 2 hka* b* U12 ].

