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Table D1 Observed and calculated structure factors for PHASE °'N°’ Page 1
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-1 2 0 226 213 o 2 2 43 -41 O O 4 14 -19 -1 7 5 24 23 O 6 7 14 -2
0O 2 0 105 -107 -1 3 2 15 12 O 1 4 25 =21 o 7 5 14 -15 -3 7 7 105 103

-1 3 O 7 2 o 3 2 60 -64 -1 2 4 255 264 -3 8 5 22 25 -2 7 7 16 17
O 3 0 167 165 -2 4 2 15 =11 0O 2 4 =} 16 O O 6 177 -172 -1 7 7 84 -84

-2 4 0O 486 490 -1 4 2 31 32 -1 3 4 18 -11 O 1 6 30 -29 o 7 7 74 76
-1 4 O 11 8 O 4 2 21 =21 O 3 4 203 206 -1 2 6 50 46 -3 8 7 82 -83
O 4 O 73 =70 -2 5 2 41 40 -2 4 4 14 =10 O 2 6 162 163 O O 8 209 213

-2 5 0 15 17 -1 5 2 47 =50 -1 4 4 21 -19 -1 3 B 18 -21 O 1 8 84 73
-1 S5 0 128 126 o 5 2 12 2 O 4 4 23 25 O 3 6 39 38 -1 2 8 41 46
O 5 O 6 -7 -3 6 2 43 -—48 -2 5 4 189 -17 -2 4 6 898 -100 O 2 8 34 34

-3 6 0 119 119 -2 6 2 13 -10 -1 5 4 154 152 -1 4 6 18 -14 -1 3 8 89 81
-2 6 O 54 -57 -1 6 2 17 13 0O 5 4 9 -8 O 4 6 94 93 O 3 8 36 38
-1 6 O 6 -6 O 6 2 14 -12 -3 6 4 143 139 -2 5 b 16 -16 -2 4 8 144 143
O B6 O 264 2B9 -3 7 2 13 =) -2 B 4 22 20 -1 5 6 23 21 -1 4 8 54 48

-3 7 O 12 -9 -2 7 2 36 -38 -1 6 4 14 -185 O 5 b6 13 -11 O 4 8 17 18
-2 7 O 87 86 -1 7 2 24 24 O 6 4 16 -11 -3 6 6 16 14 -2 5 8 35 29
-1 7 0 7 9 o 7 2 31 30 -3 7 4 11 -10 -2 6 6 69 70 -1 5 8 28 28
O 7 O 13 14 -4 8 2 15 =12 -2 7 4 109 105 -1 6 6 11 -5 O 5 8 59 58

-4 8 0 224 225 -3 8 2 16 17 -1 7 4 14 -13 O 6 6 56 -56 -3 6 8 26 25
o 2 1 53 -59 o 1 3 5 -8 0O 7 4 11 -12 -3 7 B 11 -5 -2 6 8 13 10

-1 3 1 33 -35 0O 2 3 191 -203 -4 8 4 17 =13 -2 7 B 17 20 -1 6 8 44 42
o 3 1 8 -7 -1 3 3 22 17 -3 8 4 15 -14 -1 7 b6 16 -10 O 6 8 89 89

-1 4 1 32 36 o 3 3 26 26 0O 1 5 25 =27 O 7 6 15 -11 -3 7 8 47 46
O 4 1 46 48 -1 4 3 12 -4 O 2 5 169 170 -4 8 6 48 —45 -2 7 8 23 18

-2 5 1 23 =27 O 4 3 140 142 -1 3 5 21 =22 -3 8 ©6 11 -4 -1 7 8 26 24
-1 5 1 11 2 -2 5 3 14 -6 0O 3 5 17 15 O 1 7 227 226 -4 8 8 77 76
O 5 1 23 20 -1 5 3 15 -13 -1 4 5 26 30 o 2 7 25 35 o 1 9 29 =34

-2 6 1 40 =42 O 5 3 17 -18 O 4 5 95 -g98 -1 3 7 186 194 0O 2 9 120 119
-1 6 1 27 -26 -2 6 3 110 -110 -2 5 5 20 =22 o 3 7 23 24 -1 3 9 33 -32
O 6 1 7 3 -1 6 3 10 8 -1 5 5 18 -12 =1 4 7 154 -155 O 3 9 13 -11
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28
15
28
86
28
10
19

Fec

-18
124
-13
-128
14
111
=27

101

=

WWUNN=,OCQOOUOUUDPDPDWUWN=OOOUOOUOOOOSSD

Page 2
Fo Fc
28 32
81 -82
21 -25
14 5
24 24
63 63
80 80
106 -106
44 40
94 -98
12 -4
48 47
12 14
3% =35
16 13
16 8
14 =13
26 27
16 10
14 -5
14 -7
24 =20
17 8
225 231
43 44
23 18
12 -4
34 34

16



Table

|
N
UOsPPUWUNNR,OORUUDPOOONRIDDWWN-

D1

10
11
11
11
11
11
11
11
11
11
11
11
11
21
21
21
21
21
21
22
22
22
22
22
22
22
22
22
22
22

(continued).

Fo

21
87
297
72
10
67
206
56
13
43
160
46
12
79
14
69
15
60
18
129
26
33
57
22
27
103
26
a4
27
21

Fc

14
81
-300
66
-3
-65
208
55

4
~40
-160
45
-3
79
11
-70
-4
58
-15
-130
33
-30
55
24
-25
-101
26
44
25
-19

=

WWNN=,OOUJAPPWUWWNR,OUNNONOAUUDDWUWN

13
13
13
13
13
13
13
13
13
13
13
13
13
22
22
23
23
23
23
23
23
23
23
23
24
24
24
24
24
24

Fo

124
40
19
26
81
20
17
32
63
27
12
29
18
16
24
29
60
36
14
26
51
23
14
31
112
16
43
54
22
41

Fc

=115
-42
-19
26
79
—-14
11
36
-63
-25

-28
=15
14
-18
30
-56
38
14
=26
49
15
-10
=37
-110
15
47
59
20
41

=

N=OUUPPWUWNRUIUSEDDPN~ONNOOOOUUSLD

15
15
15
15
15
15
15
15
15
15
16
16
16
24
24
24
24
24
25
25
25
25
25
25
25
25
26
26
26

Fo

S0
15
42
11
32
13
39

30
15
80
12
118
94
14
50
18
35
S1
169
49
16
47
141
43
13

13
17

171
=49

48
=141
=43

=20
22
=15

=

WNNOPUWWN—DEDPPWWNDPLPDPUWNNRONOOO

17
17
17
17
18
18
18
18
18
18
18
18
18
26
26
26
26
26
26
27
27
27
27
27
28
28
28
28
28

Fo

72
21
11
18
22
101
153
11
70
134
13
77
14
56
23
16
10
22
43
44
24
48
15
42
128
14
22
27
24

Fc

71
20

20
16
=
-152

68
=132

75

57
23
=11
~10
19
44
47
25
45

—-42
128
15
23
-25
24

OCOO0O

=~

—FONRUWUNNFOWWN=RPWUWWWN~ODODOOOD DD

20
20
20
20
20
20
20
20
20
21
21
21
21
28
28
28
29
29
29
29
30
30
30
30
30
31
31
32
32

Page

Fo

172
32
12
33
18
25
19
13
23
93
14
84
10
23

113
20
48
12
53
13
37
35
28
12
32
28
78
45
27

3

Fc

172
32
-2
35
16
22
19

19
-93
-6
-82

20
110
14
=57

-55
-12
=36

34
-29

36
=30
-82

42
=32



Table D2 .

ATOM

M1

M2

M3

M4

MS

01

02

03

04

05

Ul1

0.0101(5)

0.008(1)

0.008(1)

0.007(1)

0.0034(9)

0.0050(B)

0.002(3)

0.005(4)

0.012(4)

0.008(3)

0.008(2)

u22

0.0101(5)

0.008(1)

0.008(1)

0.007(1)

0.0034(9)

0.0045(8)

0.002(3)

0.005(4)

0.036(9)

=0.005(3)

0.008(4)

U33

0.0074(7)

0.003(2)

0.014(3)

0.006(1)

0.006(1)

0.0063(6)

0.016(B)

0.008(6B)

0.015(5)

0.001(2)

0.007(3)

Anisotropic thermal parameters for PHASE

u23

0.0

0.000(2)

=0.007(3)

uz-

U133

0.000¢(1)

-0.003(2)

u12

0.0051(3)

0.0037(6)

0.0042(6)

0.0037(5)

0.0017(4)

0.0022(4)

0.001(2)

0.002(2)

0.018(4)

-0.002(1)

0.004(2)



