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Table 3b (dehyd 1)

OBSERVED AND CALCULATED STRUCTURE FACTORS FOR CLINOP 6.05 MV 05/30/90 DEHYD1 PAGE 13

H K L FO FC H K L FO FC H K L FO FC H K L FO FC H K L FO FC
-6 6 9 17 16 -16 8 9 29 -31 -16 10 9 14 12 -1¢ 0 10 18 20 -8 210 31 32
-4 6 9 12 11 -14 8 9 %9 49 -12 10 9 75 75 =12 0 10 42 =45 -6 210 36 -36
-2 6 9 60 -60 -12 8 9 52 =52 -8 10 9 32 29 -10 0 10 638 66 -13 3 10 47 %5

0 6 9 29 238 -10 8 9 31 -31 -6 10 9 12 12 -8 010 71 =71 -11 3 10 69 -68
-17 7 9 29 -28 -8 8 9 17 -17 -4 10 9 57 =57 -6 010 46 47 -12 4 10 33 33
=15 7 9 27 =26 -4 8 9 20 18 -13 11 9 18 -18 -13 1 10 26 =25 -10 4 10 62 =40
-13 7 9 35 -36 -17 9 9 18 -18 -9 11 9 20 -19 -11 1 10 55 54 -8 4 10 10 12
-11 7 9 29 30 -15 9 9 18 18 -7 11 9 25 -24 -9 110 16 -16 -6 6 10 15 -15
-7 7 9 7 -8 -13 9 9 61 G2 -5 11 9 21 21 =7 110 15 15 -13 5 10 31 -31
-5 7 9 29 -26 -11 9 9 36 -34 -12 12 9 22 -22 -5 110 17 15 -11 5 10 67 65
-3 7 9 6 -4 -9 9 9 23 23 -10 12 9 24 -27 -16 2 10 66 -62 -9 510 50 438
-1 7 9 39 -40 -7 9 9 24 23 -8 12 9 29 -30 =12 2 10 15 -16 -12 6 10 12 11
-18 8 9 33 34 -3 9 9 25 238 -16 0 10 45 47 -10 2 10 l6 -16 -8 6 10 45 -62
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Table 3c (dehyd 2)

OBSERVED AND CALCULATED STRUCTURE FACTORS FOR CLINOP 6.05 MV 05/30/90 CLIDEHY2 PAGE 1
H K L FO FC H K L FO FC H K L FO FC H K L FO FC H K L FO FC
2 0 0 183 -185 14 46 0 70 74 14 8 0 6% -64 313 0 14 -11 14 18 0 73 -73
4 0 0 218 215 16 4 0 13 12 16 8 0 9 -8 513 0 115 -122 16 18 0 27 27
6 0 0 6 3 183 4 0 18 19 18 8 © 37 -38 713 0 G2 43 18 18 o 11 -14
8 0 0 105 -110 20 4 O 11 9 1 9 0 103 -101 913 0 97 -98 119 0 12 12
0 0 167 168 1 5 0 22 21 3 9 0 80 79 11 13 0 45 43 519 0 14 14
0 0 8 -4 3 5 0 195 -194 5 9 0 66 -66 1313 o 7 -5 719 0 43 46
0 0 81 32 5 5 0 65 71 7 9 0 110 109 15 13 o 13 -11 919 o0 22 21
0 0 72 73 7 5 0 20 -19 9 9 0 61 61 17 13 ¢ 43 4G 11 19 .0 57 56
0 0 26 26 9 5 0 105 103 11 9 o0 52 -54 19 13 0 43 -43 1319 o0 9 6
0 0 31 30 11 5 ¢ 63 62 13 9 o 46 a7 21 13 0 11 11 1519 0 12 -11
1 0 53 -51 13 5 0 43 -46 15 9 o0 9 -9 0 14 0O 16 15 17 19 o 18 18
1 0 80 -85 15 5 0 36 35 21 9 0O 29 28 214 O 98 99 020 0O 71 70
1 0 11 9 17 5 0 55 -55 0 10 0 153 162 4 16 0 33 =35 4 20 0 34 35
1 0 13 13 19 5 0 51 53 210 o0 31 -32 6 14 O 12 -9 6 20 0 20 -18
1 0 37 -34 21 5 0 16 -15 % 10 0 130 130 814 O 22 =23 8 20 0 29 =31
1 0 46 44 23 5 0 54 56 6 10 0 63 -63 10 14 0 16 -14 10 20 o 9 7
1 0 34 34 0 6 0 109 109 8 10 o0 23 =24 12 14 0 25 25 12 20 0 11 -8
1 0 32 -33 2 6 0 11 7 12 10 o 41 -43 14 14 O 10 11 14 20 0 38 37
1 0 39 38 4 6 0 57 -53 14 10 © 71 73 16 14 0 28 28 121 o0 15 -15
1 0 21 22 6 6 0 67 70 16 10 0 8 10 115. 0 39 -40 321 0 7 6
1 0 6 -6 8 6 0 131 -127 18 10 0 27 27 315 0 24 25 521 0 51 -52
2 0 217 -234 10 6 0 15 13 20 10 o 33 34 515 0 638 70 721 0 14 =14
2 0 73 =71 12 6 0 61 62 22 10 0 61 -41 315 0 92 92 11 21 o 29 -28
2 0 25 =27 14 6 0 72 -74 111 0 19 -21 1315 ¢ 16 17 1321 0 12 10
2 0 76 -75 16 6 0 19 19 311 o© 21 -20 1515 ¢ 32 30 17 21 o0 13 -13
2 0 10 -2 18 6 0 8 5 511 © 11 -9 17 15 o0 52 -54 022 0 11 8
2 0 58 -59 20 6 O 49 -49 711 o0 12 5 19 15 o 52 51 222 0 50 =50
2 0 19 -18 22 6 0 39 39 911 0O 11 -7 016 0 19 20 6 22 0 13 14
2 0 89 -92 24 6 0 16 -16 11 11 o 20 20 216 ¢ 24 -23 10 22 0 30 31
2 0 57 -59 1 7 0 71 69 1311 o 6 1 % 16 0 26 24 12 22 0 51 =52
2 0 48 -49 3 7 0 62 -65 1511 o 21 -21 6 16 0 10 -8 16 22 0 31 -31
3 0 66 -65 5 7 0 12 3 17 11 o0 27 26 8316 0O 34 30 123 0 12 -11
3 3 0 188 183 7 7 0 147 -147 19 11 o 8 4 10 16 0 9 1 323 0 23 26
5 3 0 232 -227 9 7 0 108 -111 21 11 0 8 -11 12 16 0 35 =35 523 0 13 -13
7 3 0 56 52 11 7 0 40 46 2311 0O 7 5 16 16 ¢ 26 -27 723 0 34 33
9 3 0 29 -30 13 7 0 13 14 012 0 110 114 20 16 0O 7 6 923 0 30 -31
3 0 56 -56 15 7 0 31 31 212 0 117 -117 117 0 12 10 11 23 0 13 17
3 0 17 16 17 7 o0 14 15 4 12 O 11 9 317 o0 72 -72 026 0 56 53
3 0 30 30 19 7 o0 28 -26 6 12 0 97 99 717 0 79 -81 2264 0 14 14
3 0 8 8 21 7 0O 15 -13 8 12 0 78 -81 917 o 38 -37 6 26 0 14 16
3 0 56 -55 23 7 0 19 -18 10 12 o 68 71 11 17 0 38 -39 824 0 27 =27
0 4 0 19 18 0 8 0 118 108 12 12 o 30 -30 1317 0 13 -10 10 26 0 9 8
2 4 0 191 193 2 8 0 55 -47 14 12 0 32 -35 15 17 o0 23 246 12 29 0 15 14
G 6 0 41 37 G 8 0 6 -1 16 12 0 30 -32 %18 0 18 -18 125 0 9 -10
6 46 0 127 120 6 8 0 27 -23 1812 o0 41 -41 6 18 0 28 27 325 0 9 -7
8 4 0 15 13 8 8 0 106 101 2012 0O 18 -19 818 o0 17 12 725 0 18 18
0 46 0 8 -G 10 8 0 21 -21 22 12 0O 18 16 10 18 0 40 -38 11 25 0 11 11
2 4 0 30 -29 12z 8 0 13 9 113 0 22 20 12 18 0© 63 63 226 0 12 -11
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H K L
6 26 0
127 0
327 0
727 0
028 0
228 0
-26 0 1
-24 0 1
-18 0 1
-16 0 1
-1 0 1
-12 0 1
-10 0 1
-8 0 1
-6 0 1
-4 0 1
-2 0 1
0 0 1
2 0 1
¢ 0 1
6 0 1
8 0 1
10 0 1
12 0 1
14 0 1
16 0 1
22 0 1
2¢ 0 1
-19 1 1
-17 1 1
-15 1 1
-11 1 1
-9 1 1
-7 1 1
-5 1 1
-3 1 1
-1 1 1
1 1 1
3 1 1
5 1 1
7 1 1
9 1 1
11 1 1
13 1 1
15 1 1
17 1 1
-24 2 1
-18 2 1

Table 3c (dehyd 2)

FO

13
16
13
46
10
11
13
9
42
13
60
161
11
23
114
156
108

FC

-12
14
~-12
-45
-10
11
12
7
45
-13
-61
164
5
-138
105
156
113
-71
-9
108
92
-65
380
98
=71
40
496
16
10
146

238
20
-86
85
-96
39
178
-76
83

-5
99
-57
47
-13
-33
-47

H

-16
-14

-22

-18
-16
-14
-12
-10

-8

K

.:.\.1.\4.\.r.\.c\n.x.\a.r.\wwwwwwwwwwuwuwwwwwuuwuNNNNNNNNNNNNNNNNN

L

ot o ot ot ot e e el o b o et e o o e et et ot ot e o ek et e et et B et e e e et b e et e e b el b e e et e

FO

25
167
29
12
21
26
29
32
87
20
104

19

13
1438
266

49

54

72

75
122

69

61

33

40

22

22

62

13

14

34

56

84
122

FC

8

25
-38
-52
-5
-164
-127
29
-49
103
-60
-99
23
-168
-28
13
-18
25
-28
31
-87
19
-105
-57
19

3

8

11
-151
-251
43
-57
73
73
-124
69
=61
-35
-1
22
-22
60
13
-11
33
-57
87
113

BSERVED AND CALCULATED STRUCTURE FACTORS FOR

CLINOP 6.05 MV 05730790
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G
G
G
4
G
G
G
G
G
5
5
5
5
5
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5
5
5
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5
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5
5
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5
5
5
5
5
6
6
6
6
6
6
6
6
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FC

65
159
-84

12
-39
133
106

75

32
-30

27
-48

27

23
-21
-29

23

-6
-30

97
-18
138

56
-81

-5
108
169
-15
215

89

82

-93
67

39
85
-18

-22
11
13

-59

-34
-15

-26

H

-8
-6
-4
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CLIDEHY2
FO FC
12 -13
83 -78
48 50
165 -164
141 139
127 -127
129 -125
81 79
122 -121
72 74
26 -22
26 -25
41 43
48 -48
19 18
15 15

9 5
14 16
21 19
36 -35

6 0
36 -32
91 -93
37 39
61 -61
46 44
27 -26
80 -76
2¢ 26
23 14
102 -95
85 -87
37 37
146 15
56 53
67 -69
17 -19
60 -61

9 -7
15 16
52 -52
43 G2
61 -60
22 25
60 62
19 -17
96 93
126 -129
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PAGE 2
FO FC
19 15
34 33
46 43
19 -11

9 G
86 81
97 -94

9 8
89 -89
G2 -4l
42 GG
41 -462
49 47
20 -18
12 -11
22 21
36 -35
40 41
31 -31
69 68
25 -25
50 52
78 -81
15 -17
14 13
58 -59
40 39
129 128
23 =25
26 26

9 G
29 -26
30 31
22 23
61 62
26 -22

9 -11
47 48
37 40
39 -40
26 24

5 -1
60 -61
196 195
17 -17
63 67
39 42
158 -155
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Table 3c (dehyd 2)

RVED AND

L

1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1
1

FO

85
96
52
76
7
47
15
20
17
22
28
14
19
13
23
29
31
34
64
28
16
37
78
107

29

55
28
13
61
27
35
74
37
68
31
108

68

102
70
66
55
21

CALCULATED
FC H
87 18

-97 20
54 -23
75 -17
-6 -15
47 -13

-17 -11
20 -9

-16 -7
25 -5
29 -3

-10 -1
18 1

=11 3
24 5

=27 7
33 9

-33 11
62 13

-26 15
10 19
35 21

=79 =20

108 ~-18

6 -14
-G -12
28 -10

-58 -8
55 -6

-29 -4

-12 -2

=61 2
30 G

~-33 6
72 8

-37 12

=72 14

-30 16

-111 18
-1 =21
638 -17

7 ~-15
2 -13

-103 -11

-69 -9

-68 -5

=55 -3
23 -1

STRUCTURE FACTORS FOR

K L
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£
et st et e b bt e e e et e e el et bt et et e e e e et Bt e bt el et o bd e b et et e b e et o et et ot o e e

FO

73
32

FC

11
-22
8
-1
10
=57
G2

CLINOP 6.05 MV 05/30/90

K

15
15
15
15
15
15
15
15
15
15
16
16
16

L

et et et et et e et Bt B et et et et et et e bt et et e bt et e et ot o e et et o o et fod o e et et et et et

FO

FC

114
66
-30
52
=21

-15
~11

CLIDEHYZ2

L FO FC H
1 46 -468 13
1 338 37 -16
1 25 =26 -12
1 18 -15 ~-10
1 53 53 -8
1 46 -45 -6
1 36 35 -4
1 19 -17 -2
1 30 -30 0
1 10 10 2
1 23 =20 4
1 14 14 6
1 46 43 8
1 15 15 10
1 54 54 14
1 27 =26 =15
1 25 -25 -13
1 12 11 -11
1 30 -29 -7
1 83 85 -5
1 18 16 -3
1 41 G2 -1
1 15 12 1
1 26 26 3
1 13 12 5
1 19 19 7
1 11 -12 9
1 23 24 ~16
1 G2 40 -12
1 7 8 -10
1 34 33 -6
1 9 8 -2
1 11 -8 2
1 12 12 G
1 26 -26 6
1 19 -17 8
1 44 45 -11
1 29 27 -9
1 18 -16 -7
1 29 -28 -5
1 48 -49 1
1 34 34 -6
1 53 -54 -G
1 23 22 -2
1 71 -71 2
1 23 23 4
1 36 -33 8
1 12 10 -5
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PAGE 3
FO FC
18 -14
6 -4
26 24
43 -43
16 16
63 -63
8 -5
7 7
37 -39
52 51
23 -23
16 -11
20 -22
57 -56
18 -18
21 20
30 -27
17 15
12 8
33 31
39 -40
22 23
7 1
19 -18
44 62
20 -21
33 31
26 -23
18 17
8 9
60 61
22 24
33 -32
22 23
6 -2
31 30
16 14
17 -19
13 -11
15 -16
22 21
41 -41
22 19
18 -17
16 17
22 -22
22 -23
15 -14



Table 3c (dehyd 2)

OBSERVED AND CALCULATED STRUCTURE FACTORS FOR

H K

3
1
1
5
G
2

27
27
27
27
28
238
28
238

et b e ot e el e e o el b el el e el b e O O O OO DO OOOCOOOOOODOOO

L

NRONNNNRNNNRNNNNNNNNPDNNNNDRNNNNNNNNNDNNNDNNNNNDN

FO

26
34
9
30
11
15
21
14
27
30
40
14
75
96
83
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60
105
259
106
160
97
67

38
12

45
238
39
23
35
61
13
24
105
95
100
139
75
152
76
97
96
21
25
18
17

FC

28
-34
-10
=30

9
-14

21
-11

28

28
-39

12

76

98

80
125
-58

96

-257
102
156

91

74

-7
-36

-7
46
30
41
-23

-62
11
22

-102
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-98

135
72

-144
72

-94
98

-15
25

-19
16
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-35
30
17

-89
31

151
43
-5

-52

213

208

9
-66
-38

2

-57
86

-11
38

-39

-61
34

-10

-59
87

-28

=67

-51

154
89
96
64

-67

-22

103

-14

-13

-37
17

-16
10
25

-25
61

-31
93

-11
99
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G
G
G
G
G
4
G
G
G
G
G
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5
5
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5
5
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6
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6
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FC

-14
45
28
32
20
72

=55
58

-10
36

-67

-13

-62
45

6

-26

177

-60

-68
22

1
-1
45

100

-30

~63

-68

6

-238

12
6

-26
31

147
40

-12
-8

9

103

=37

=71

-97

-46

=15

2
20
-52
-14
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PAGE 4
FO FC
37 36
36 35
14 -14
19 15
31 -31
39 -36
80 83
47 45
30 238

116 116
10 10

8 5
56 52
23 -24

112 115
15 13
45 45
15 14
21 -21
15 -16
15 14

6 5
11 12
75 75
28 26

102 103
15 14
10 -8
18 -16
23 24

110 114
89 90
67 70
12 -12

9 -7
15 -15
27 28
39 40
45 45
29 30
13 12
46  -44
51 50
71 -72

8 -4
27 28

149 -149

166 167



Table 3c (dehyd 2)

OBSERVED AND

H

K

et bt ot bl b o ot ot fd o d
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FO

140
33
27

102

123
87
13
38
15
45
25
33
23
10

29
37
22
30
38
22

14
27
188
20
43
39
61
31

10
49
16
11
43
12
31
25

15
49
13
16
60
16
46
26

CALCULATED
FC H
-142 9
30 11
-26 13
-108 17
127 19
-86 =22
10 -18
-38 -16
-13 -14
-45 -12
26 -10
-34 -8
21 -6
11 -4
9 -2
-29 0
-36 2
-22 G
-28 6
-39 12
20 14
2 16
-11 18
26 -23
-188 -21
=20 -19
-43 -17
-40 -15
61 -13
-33 -11
11 -9
-10 -7
-48 -5
-15 -3
12 -1
-44 1
-14 3
33 5
-2% 7
8 9
-15 13
-51 15
12 -22
16 -138
58 -16
-12 -14
G4 -12
-22 -10

STRUCTURE FACTORS FOR
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15
19
19

8
14
12
14
73
10
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28
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79
74
42
18
25

9
16
14
29
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52
28
20
15
39

9
32

5
57
75
22
14
12
32
35
23
41
19
14
11
36
57
22
43

FC
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36
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58
39
107

11
17
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H

-5
-3
-1

3
5
7
9
11
15
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-10
-8
-6
4
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19
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PAGE 5
FO FC
16 17
20 -20
27 29
27 -27
9 6
8 7
23 =22
23 26
11 8
16 -15
27 28
17 16
21 19
29 =30
50 50
16 -18
58 58
22 -22
25 25
14 13
14 14
18 17
17 18
7 -6
10 5
16 18
11 -10
11 -11
7 -3
146 12
32 =31
6 6
36 -38
25 -24
18 -16
10 -12
14 -13
13 10
16 16
13 12
18 -18
14 -14
53 55
40 41
27 27
68 -70
85

209

80
-206



OBSERVED AND CALCULATED STRUCTURE FACTORS
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Table 3c (dehyd 2)

24
14
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35
60
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FC

-33
-51
-46
190
-61
-79
9
-165
100
46
G1
38
7
-31
-16
29
31
-49
638
15
32
10
50

28

49
-47
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-93
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=30

20
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=50
-23
-12

25
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-71
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56
15
103

K

VIV A DR RALALADNDDNLDNDNDALADNDDEADPWWNWNWNNWNNHWAWAWEHNNANANAWAHANANNANNNDN

L

(AN N A G G LA N N G N R N N A NN N NN NN NN N NN TN R N N A N N A W RN N

FO

13
56
15
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74
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~34
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7
-49
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-13
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26

-5

=76
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27
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FO FC
57 56

8 -G
106 -106
149 149

9 ~7
89 92

8 7
26 =25
12 11
16 -17
30 32
22 22
11 -12

8 6
31 28
65 65
21 20
58 59
38 -38
13 -10

6 G
13 12
87 85
26 22
G2 41
60 61
26 -24
G4 43
19 -18
G4 43

8 8
60 60
50 67
22 20
32 -32
45 46
51 -51
23 22
47 -49
28 28
11 12
13 -8
34 33
82 -85
99 99
59 =61
61 -61
60 59



Table 3c (dehyd 2)

OBSERVED AND CALCULATED STRUCTURE FACTORS FOR CLINOP 6.05 MV 05/30/90 CLIDEHY2

H K L FO FC H K L FO FC H K L FO FC- H K L FO FC H K
711 3 77 -75 -10 14 3 20 20 14 16 3 14 14 -16 20 3 30 33 -10
911 3 50 50 -8 14 3 10 10 16 16 3 13 -12 -12 20 3 13 -12 -8
11 11 3 54 -53 -4 14 3 79 82 -19 17 3 9 9 -10 20 3 16 -15 -2
13 11 3 l6 -15 -2 14 3 34 33 =17 17 3 22 22 -6 20 3 18 17 0
15 11 3 21 21 014 3 33 33 -15 17 3 38 -38 =% 20 3 26 28 2
17 11 3 22 -20 214 3 28 27 -13 17 3 22 -20 -2 20 3 28 28 8
-22 12 3 6 -5 % 14 3 42 -41 -11 17 3 13 -13 220 3 16 15 -13
-20 12 3 78 =77 6 14 3 38 37 =917 3 63 -64 4 20 3 26  -25 =11
-18 12 3 9 -7 8 14 3 16 18 =7 17 3 76 77 8 20 3 27 27 -7
-16 12 3 G2 -40 10 14 3 27 27 =517 3 11 -8 12 20 3 41 42 5
-14 12 3 26 -23 12 14 3 68 47 -3 17 3 31 32 -19 21 3 18 16 -10
-12 12 3 74 73 14 14 3 17 15 -117 3 12 12 -17 21 3 41 -40 -8
-10 12 3 101 -103 16 14 3 8 6 117 3 31 -32 -15 21 3 45 45 -2
-8 12 3 6 3 -23 15 3 12 -10 517 3 31 -32 -13 21 3 47 -46 0
-6 12 3 32 -33 -21 15 3 17 17 717 3 4G -45 -11 21 3 11 10 2
-4 12 3 181 -185 -19 15 3 46 -46 13 17 3 13 10 -921 3 16 17 4
-2 12 3 10 10 -15 15 3 30 31 -20 18 3 lé -15 -7 21 3 55 -57 -3
0 12 3 126 -127 -13 15 3 14 -13 -18 18 3 21 21 -5 21 3 69 72 -28
212 3 26 27 -11 15 3 56 58 -16 18 3 27 =27 -3 21 3 29 -30 -20
412 3 45 45 -9 15 3 32 31 -14 18 3 19 17 -121 3 11 10 -138
6 12 3 39 -40 -7 15 3 10 5 -12 18 3 27 27 121 3 11 11 -16
10 12 3 33 -32 -5 15 3 6 -4 -10 18 3 35 -35 321 3 3¢ -32 -14
12 12 3 34 -30 -3 15 3 40 -41 -8 18 3 29 28 721 3 17 -17 -12
14 12 3 42 -42 -115 3 26 -24 -6 18 3 22 -22 11 21 3 11 -1o0 -10
18 12 3 21 -20 115 3 25 24 -4 18 3 12 -10 -18 22 3 17 -18 -8
23 13 3 10 7 315 3 45 46 -2 18 3 21 -21 -16 22 3 12 -11 -6
21 13 3 11 -12 715 3 60 60 0 18 3 11 12 -14 22 3 11 -11 e
19 13 3 14 12 915 3 52 -48 218 3 31 -29 -12 22 3 13 10 -2
15 13 3 28 -27 11 15 3 24 =23 4 18 3 62 43 -10 22 3 10 11 0
13 13 3 37 37 13 15 3 19 19 818 3 26 -24 -8 22 3 12 -14 G
11 13 3 43 -43 1515 3 33 -33 10 18 3 62 45 -6 22 3 15 -14 6
-7 13 3 10 -8 17 15 3 26 25 12 18 3 39 -37 -G 22 3 57 -56 8
-5 13 3 32 35 -22 16 3 20 -21 -19 19 3 22 =21 -2 22 3 21 -22 10
-3 13 3 66 63 -20 16 3 29 29 -17 19 3 14 15 022 3 32 =31 12
-1 13 3 9 9 -18 16 3 30 -28 -15 19 3 18 -17 222 3 13 12 18
113 3 6 2 -16 16 3 18 -17 -13 19 3 G0 39 4 22 3 17 17 -19
313 3 38 -36 -14 16 3 9 -7 -11 19 3 28 29 10 22 3 37 -36 -17
513 3 33 =35 -12 16 3 45 -46 -7 19 3 39 36 -15 23 3 14 -13 -15
11 13 3 52 51 -10 16 3 53 564 =519 3 65 -63 -11 23 3 18 -17 -13
1313 3 %2 -40 -8 16 3 56 -56 -319 3 36 34 -9.23 3 10 10 -11
15 13 3 29 25 -4 16 3 34 =35 -119 3 12 -11 -7 23 3 15 13 -9
17 13 3 21 -21 -2 16 3 66 -67 119 3 21 20 -5 23 3 8 8 -7
22 14 3 30 30 0 16 3 41 40 519 3 18 16 -3 23 3 11 -9 -5
20 14 3 16 16 216 3 66 -65 719 3 25 26 523 3 19 17 -3
18 14 3 40 40 4 16 3 39 50 919 3 10 -9 723 3 18 -19 -1
16 16 3 18 19 6 16 3 15 -13 1319 3 15 -16 9 23 3 12 -10 1
14 14 3 33 32 10 16 3 7 -6 -20 20 3 13 11 -16 26 3 15 -16 3
12 14 3 25 =27 12 16 3 32 -32 -18 20 3 6 4 -12 264 3 32 31 5
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Table 3c (dehyd 2)

CALCULATED STRUCTURE FACTORS FOR

FC

-4

-101
-10
-5
-81
162
-50
36
36
-153
-94
-138

22
38
-64
-7
34
-16
25
=27

=30
-81

61
43

-26
-22
-20
-18
-16
-16
-12
-10

-8

-6

-4
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FO
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21
26
40
55
31

107
17
20
29
30
18
22

8
26
35

107

6
68
G4
91
43
60
95
52
56
49
80
68

107
51
23
19
93
32
26
13
20
12

1
46
63
22
56
56

41

FC H
-32 -2
-18 0
-23 2

37 9

54 6
-31 8
107 10

17 12
-19 14

27 16
=30 18

16 =25
-22 -23

-9 -21

28 -19
-36 -17
108 -15

5 -11

70 -5

45 -3
-90 -1

G2 1
-60 5

93 7

47 9

49 11

49 13
-78 15

69 17

-108 =24

51 =22

22 -20

20 -138

92 -16
-33 ~-14

27 -12

11 -10

21 -8
-11 -6

-5 -4

40 ~-2
-45 0

72 2

23 4
-56 6

55 10

6 12

%1 14
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61 62
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40 -39
34 32
43 45
41 41
63 41
14 16
16 16
17 -16
30 -28
40 40
18 -17
159 158
14 12
29 25
69 69
167 -169
127 131
18 -15
69 72
85 85
18 -18
37 37
39 -38
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14 11
11 -11
13 -14
52 -56
47 49
43 -43
35 =34
26 28
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FO FC
41 -42
14 11
65 -67
30 -30
10 9
13 -8
27 =27
10 -7
13 12
47 -48
10 10
37 37
40 -39
23 26
73 -74
67 -69
13 -15
67 -70
37 37
G2 63
38 39
42 -40
18 -18
57 -58
26 -27
27 27
31 =31
25 26
29 29
20 -19
32 -32
13 12
8 8

9 9
38 40
46 —45
79 30
65 -66
23 24
6 3
91 -93
45 %6
36 =36
32 33
13 13
32 -31
13 13



Table 3c (dehyd 2)

OBSERVED AND CALCULATED

H

-22
-18
-16
-12
-10
-8
-6
-4
2

G

6

8
10
12
16
16
-23
-21
-19
-17
-15
-13
-11
-7
-5
-1
1

3

5

7
11
13
15
22
20
‘18
‘16
‘16
‘12
10
-6
-4
-2

oSN N

K

14
146
146
14
14
16
14
14
14
14
14
14
14
14
14
14
15
15
15
15
15
15
15
15
15
15
15
15
15
15
15
15
15
16
16
16
16
16
16
16
16
16
16
16
16
16
16
16

L
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FO

FC

16
-33
23
18
55
~20
4G
-5
33
11
37
36
-16
11
-20
-14
10
6
32
18
35
-27
6
-51
77
13
78
-60
5
-17
40
13
24
30
~28
12
-13
-11
-7
~17
-14
32
-27
34
~29
36
-36
-9

H

STRUCTURE FACTORS

L

J-\-DJ:\-F\-&\-C\-E\-L\J:\I\-DJ-\-L\-DJ-\J-\L\J-\D-D-C\-DJ-\-C\-L\-DJ-\-L\-DJ-\&\-C\.D-DJ-\J-\J-\JBJ-\-C\-&\-L\J:\J-\-&\J-\-D-L\

FO

FOR
H

-20
-10
-8
-6
-4
-2
0

6

8
10
-19
-17
-11
-7
-3
-1
3

5

7

9
-16
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-12
-10
-8
-6
-4
-2
0

2

G

8
-15
-13
-11
-9
-7
-5
-3
1

3

5

7
-12
-10
-8
-6
-4
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FO

FC
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33
10
-13
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-39
26
36
15
11
-24
9

6
-13
-13
-34
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FO FC
25 27
32 32
20 19
25 =25
18 -19
58 -60
23 =23
81 -82
21 -22
79 78
41 -41
52 54
90 -88
58 -57
44 -45
97 -101
15 13
12 -11
32 -32
42 -40
13 -11
41 =41
10 -8
47 48
127 -130
57 60
76 -78
103 -103
18 16
112 -112
37 36
69 73
76 -76
15 17
59 =60
35 -35

3 -8
22 24
22 21
32 -3¢0
11 10

8 6
15 15
22 19
37 37

9 10
40 43
37 -37



Table 3c (dehyd 2)

OBSERVED AND CALCULATED STRUCTURE FACTORS FOR

K
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L
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FO

35
101

102

27

41

FC

38
104
-36
103

23

62
-58
32
20
28
40
29
26
47
-14
27
-41

58
19
195
-126
123
-119
14
65
-14
101
29
24
-25
14
15
-58
16

-34
45
-52
=65
51
-75
16
52
-65
-29
-41
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FO

FC

-1
-1

H

3
1

-9
-7
-5
-3

1
-2
-2
-2
-2
-1
-1
-1
-1
-1

1
1
3
5
7
1
6
4
2
0
8
6
A
2
0

-8
-4
-2

1
1

0
2
G
8
0
2

-23
=21

-1
-1
-1
-1
-1

9
7
5
3
1

-9
-7
-5
-3
-1

i
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CLINOP 6.05 MV 05/30/90
K L FO FC H K
9 5 23 -23 15 11
9 5 53 54 -22 12
9 5 35 34 -20 12
9 5 44 -467 -18 12
9 5 113 114 -16 12
9 5 110 -112 -14 12
9 5 8 -G -10 12
9 5 9 8 -8 12
9 5 20 -20 -6 12
9 5 52 53 -4 12
9 5 21 23 -2 12
9 5 31 32 ¢ 12
10 5 20 21 6 12
10 5 57 -58 8 12
10 5 55 56 10 12
10 5 26  -24 12 12
10 5 30 29 14 12
10 5 63 65 -23 13
10 5 38 -38 -21 13
10 5 62 65 -19 13
10 5 33 -31 -17 13
10 5 20 -21 -15 13
10 5 15 -17 -13 13
10 5 77 79 -11 13
10 5 14 11 -9 13
10 5 70 70 -7 13
10 5 29 -30 -3 13
10 5 31 -34 -1 13
10 5 %6 —47 113
10 5 58 55 3 13
11 5 8 -4 7 13
11 5 11 -11 9 13
11 5 28 26 11 13
11 5 11 -12 -2 146
11 5 14 11 -22 14
11 5 7 6 -20 14
11 5 39 -37 -18 14
11 5 61 62 -16 14
11 5 23 -23 -14 14
11 5 26 -26 -12 14
11 5 30 29 -10 14
11 5 26 -25 -8 14
11 5 36 36 -6 14
11 5 15 -14 -4 16
11 5 9 8 -2 14
11 5 15 14 0 14
11 5 25 22 2 146
11 5 12 -11 G 14

CLIDEHYZ2
FO FC H
24 24 6
14 -14 8
11 -10 -23
32 -32 =21
65 -68 -19
8 -5 -17
42 -64 -15
72 72 -11
16 -14 -7
20 -20 -3
15 16 -1
126 -127 1
15 -13 3
39 40 5
26 =20 7
31 -30 9
14 -12 11
21 -20 -22
36 =35 -20
58 59 ~-16
62 -44 -14
66 65 -12
3¢ =30 -10
32 =32 -8
32 -31 -6
39 -41 -G
10 -9 -2
11 8 0
12 -10 G
15 -16 6
55 -56 8
43 47 10
36 -34 12
8 7 -21
18 =17 -19
13 12 =17
13 13 -13
52 52 -11
16 16 -9
6 3 -7
11 11 -5
39 -38 =3
36 36 -1
18 17 3
30 31 5
59 60 7
16 -16 9
22 22 11
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FO FC
20 -20
11 -10
36 36
31 31
39 -41
31 30
33 -35
63 63
5¢ 53
20 20
46 -41
18 19
13 -10
46 44
63 65
14 -16
36 35
16 16
20 -20
23 =23
17 -18
13 -10
21 16
21 22
22 -24%
19 18
49 -51
30 30
29 -29
28 26
36 -35
13 11
9 -8
15 16
20 -20
25 25
11 13
33 -32
52 -53
16 -14
55 -57
20 20
9 -9
36 33
63 -65
8 -9
33 -34
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Table 3c (dehyd 2)

OBSERVED AND CALCULATED

H K
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FO

23
13
G0
62
51
38
11
10
11

36
35
34
14
23
14
16
46
14
20

12
21
22
22
30
36
27
26
13
16
20
11
13
22
37
18
11

13
14
16
29
21
12
21
25
338

FC
26

H

7
-16
-14
-12
-10

-8
-6
-4

0

G
-15
-13

-9
-7
-5

1

5
-14

-6
-2
0
-7
-1
-28
=26
-20
-18
-16
-14
-12
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-8
-6
-4
-2

0

2
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6

14
=27
-25
-19
-17
=15
-13
-11
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FO
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-7
-5
-3
-1
1

3

5

7
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15
-28
-26
-18
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-14
-12
-10
-8
-6
-4
-2
0

A

6
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-25
-19
-17
-15
-9
-7
-5
-3
-1
1

3

5
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-26
-24
-22
-18
-16
-14
-12
-10
-8
-6
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CLIDEHY2

FO FC
13 14
12 -11
26 26

9 -3

8 8
10 9
15 14

7 6
46 43
13 -13
16 -17
31 33
51 -50
21 21
12 -10
85 85
13 12

8 5

9 -8
77 =79
13 10
93 92
12 11
69 70

9 9
11 -10
35 -36
29 29
18 17
37 40
33 -31

7 -7
26 25
22 -23
26 25
15 -16
23 25
62 -63
51 52

7 6
35 -36
75 77
118 -119
460 41
16 -19
59 -58
87 85
53 =51
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14 -13
11 9
15 13
25 -26
31 32
58 -57
28 -28
36 -34
79 -80
37 38
22 26
27 26
14 -12
62 -62
22 -20
42 -44
16 16
13 -13
63 46
32 -31
38 -38
9 -8
45 -47
G4 GG
23 -22
35 35
18 18
22 -20
25 -26
56 -57
21 23
19 -17
32 31
19 =19
23 -23
31 33
70 -72
13 12
23 -23
25 -24
26 27
19 -18
56 57
63 64
57 =57
28 28
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OBSERVED AND CALCULATED STRUCTURE FACTORS
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8
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-23
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-13
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7
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Table 3c (dehyd 2)

FO

7
45
59
338
19
26
26
238
28
32
28
24
72

82
19

20
21
29
15
17
36
644
27
12
26
29
51
40
40
29

FC

-16

22
29
17
16
-33
43
=27
-12
-25
30
-50
G0
=60
27
-34
64
-52
35
=22

-67

12
-16
97
-76
15
~-14
-82

H

-4
-2
0

2

6

8
10
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-23
-15
-13
-11
-9
-5
-3
-1
1

3

7
-22
-20
-18
-16
-16
-12
-8
-6
-4
-2
0

2

6

8
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-17
-15
-13
-11
-9
-5
-3
-1
1

3

5

7
-22
-18
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FO

FC
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H
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PAGE 12
FO FC
11 -7
56 54
32 -33
76 71
15 13
15 15
33 -38
26 26
12 -13
21 -22
20 18
20 -21
97 -100
36 33
79 -81
29 29
13 9
30 -29
35 35
71 -73
21 -19
9 10
31 30
10 -11
36 37
52 -51
44 644
21 22
76 -73
19 19
96 -97
15 -17
12 12
23 23
13 -14
22 -22
56 =55
27 28
11 -7
14 13
9 5
69 49
22 24
45 47
38 =37
10 -8
15 -16
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Table 3c (dehyd 2)

OBSERVED AND CALCULATED STRUCTURE FACTORS FOR CLINOP 6.05 MV 05/30/90 CLIDEHY2 PAGE 13

H K L FO FC H K L FO FC H K L FO FC H K L FO FC H K L FO FC

0 46 7 62 64 -9 7 7 42 -42 -2 10 7 24 23 513 7 18 -19 -13 17 7 12 10

2 4 7 16 -15 -7 7 7 15 -14 0 10 7 38 36 7 13 7 15 15 -11 17 7 10 8

G 4 7 246 25 -5 7 7 78 =77 210 7 38 37 913 7 26 =24 -9 17 7 16 -13

8 4 7 13 -12 -3 7 7 17 16 4 10 7 %6 45 =22 14 7 19 19 -7 17 7 26 -25
10 6 7 22 20 -1 7 7 13 -15 -25 11 7 23 26 -20 14 7 32 -32 -5 17 7 50 -49
12 6 7 21 -21 3 7 7 31 30 -21 11 7 20 -18 -18 14 7 36 35 -1 17 7 18 -17
-25 5 7 24 23 5 7 7 29 -30 -19 11 7 43 G2 -16 14 7 20 22 117 7 21 19
-23 5 7 10 10 7 7 7 13 14 -17 11 7 66 -65 -14 14 7 12 10 317 7 25 26
-21 5 7 52 51 9 7 7 50 -50 -15 11 7 69 69 -12 14 7 64 646 517 7 32 -32
-19 5 7 25 24 11 7 7 36 -37 -13 11 7 27 =27 -10 14 7 22 -20 -20 18 7 17 16
-15 5 7 12 10 -22 8 7 31 32 -11 11 7 14 =12 -8 14 7 10 10 -12 18 7 21 =20
-13 5 7 26 -238 -20 8 7 14 -15 -9 11 7 63 68 -6 14 7 14 13 -8 18 7 17 17
-11 5 7 12 -13 -18 8 7 23 22 -7 11 7 67 -68 -4 14 7 22 =21 -6 18 7 20 -21
-9 5 7 51 52 -14 8 7 67 -47 -5 11 7 58 59 -2 14 7 27 27 -4 18 7 29 30
-7 5 7 51 52 -12 8 7 13 13 -3 11 7 15 -16 0 164 7 14 13 -2 18 7 10 -8
-5 5 7 81 82 -10 8 7 52 =52 111 7 29 31 214 7 27 27 018 7 18 -17
-3 5 7 38 37 -8 8 7 9 11 311 7 30 -28 4 14 7 27 27 218 7 21 21
1 5 7 10 -11 -6 8 7 51 52 511 7 26 26 6 14 7 20 22 % 18 7 25 =25

3 5 7 15 15 -4 8 7 33 -35 711 7 37 =37 8 14 7 7 -6 -17 19 7 18 19

5 5 7 25 -25 6 8 7 3¢ =32 911 7 10 10 -23 15 7 29 30 -7 19 7 49 48

7 5 7 29 28 2 8 7 26 24 -24 12 7 27 =27 -21 15 7 14 15 -319 7 G2 43

9 5 7 33 32 4 8 7 22 -21 =22 12 7 13 13 -19 15 7 12 2 -119 7 17 -18
11 5 7 11 10 6 8 7 9 -8 -20 12 7 30 30 -17 15 7 21 22 -16 20 7 14 15
-22 6 7 39 -38 10 8 7 17 18 -18 12 7 26 -28 -15 15 7 36 =35 -12 20 7 32 32
-20 6 7 25 21 -23 9 7 41 40 -16 12 7 8 -6 -11 15 7 23 23 -8 20 7 12 -13
-16 6 7 25 -26 -19 9 7 146 11 -14 12 7 564 -~53 -7 15 7 G2 41 -4 20 7 25 =24
-14 6 7 62 61 -15 9 7 34 -35 -1l2 12 7 39 -40 -5 15 7 33 34 -2 20 7 14 12
-12 6 7 97 -96 -11 9 7 21 19 -10 12 7 27 -27 -1 15 7 46 G6 020 7 14 14
-10 6 7 50 51 -9 9 7 23 -21 -6 12 7 11 -8 115 7 37 =37 220 7 7 -8
-8 6 7 33 -34 -7 9 7 48 438 -4 12 7 6 6 315 7 13 -10 -11 21 7 8 -5
-6 6 7 37 -37 -5 9 7 18 18 012 7 71 -70 515 7 10 10 -7 21 7 19 -18
-4 6 7 55 54 -3 9 7 11 11 212 7 18 -17 -22 16 7 22 -21 -5 21 7 16 16
-2 6 7 58 -57 -1 9 7 25 25 g 12 7 53 -51 -16 16 7 31 -30 -3 21 7 37 -37
6 6 7 22 22 3 9 7 26 -26 6 12 7 14 -12 -14 16 7 31 31 -1 21 -7 17 18

2 6 7 19 -16 5 9 7 15 16 812 7 32 33 -12 16 7 60 -61 -10 22 7 21 -20

4 6 7 12 12 7 9 7 10 -9 10 12 7 21 -20 -10 16 7 39 G0 -6 22 7 16 16

6 6 7 13 14 3 9 7 21 21 -23 13 7 32 -31 -8 16 7 47 -47 -9 23 7 24 26
16 6 7 11 11 11 9 7 24 23 -19 13 7 28 -27 -6 16 7 10 9 -7 23 7 24 =25
12 6 7 9 -9 -26 10 7 5 4 -17 13 7 18 16 -4 16 7 6 -6 -24 0 8 12 -12
=27 71 7 20 20 -20 10 7 21 =22 -15 13 7 9 -8 -2 16 7 67 -48 -16 0 8 14 14
-25 7 7 17 -17 -18 10 7 10 9 -13 13 7 16 12 016 7 39 40 -12 0 38 69 -71
=23 7 7 51 -47 -16 10 7 18 19 -11 13 7 25 -24 216 7 53 -52 -10 0 8 32 31
=21 7 7 13 -10 -14 10 7 31 29 -9 13 7 12 -11 G 16 7 19 19 -8 0 8 27 25
-19 7 7 48 -48 -12 10 7 60 62 -5 13 7 29 -26 6 16 7 17 -17 -6 0 8 26 -22
-17 7 7 21 21 -10 10 7 18 18 -3 13 7 13 12 -21 17 7 8 -6 -4 0 & 139 144
-15 7 7 11 -9 -8 10 7 16 -15 -1 13 7 32 -30 -19 17 7 31 -33 -2 0 8 4G -44
-13 7 7 15 15 -6 10 7 21 -22 113 7 20 20 -17 17 7 17 -16 6 0 8 35 35
-11 7 7 18 16 -4 10 7 34 -35 313 7 14 12 -15 17 7 12 11 10 0 8 20 20
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OBSERVED AND CALCULATED STRUCTURE FACTORS

H

-27
-23
-15
-13
-7
-3
-1
7

9
~-26
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-16
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-12
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Table 3c (dehyd 2)

FO

19
17
11
17

10
29
20
20

23
30

11
23
19
60
16
11
46
16
32
58
40
13
12
57
70
13

14

FC H
21 -19
-13 -17
-11 -15
17 -13
9 -11
7 -9
-238 -7
21 -1
-18 1
-10 3
20 5
=30 7
24 9
8 -26
=22 -26
~-18 ~-22
-59 ~20
~-16 -138
-9 -16
-44 -14
15 -12
-31 -8
-56 -4
39 0
-16 2
-11 G
57 6
=71 -25
-11 -23
~-33 -21
-39 -19
27 -17
10 -15
18 -13
-3 ~-11
18 -9
=5 -7
6 -5
-33 -3
30 -1
-25 1
63 3
-41 5
15 7
-13 -22
-11 -18
21 -16
-39 -14

K

OOV ~N~NNNNNNNNNNNNNNN NN BT LTI LTI T,

L
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FO

18
30
G2
41
27
84
52
34
80
16
56
13
11
21
39
46
13
20
22

28
47
15
58
46
40
10
21
22

12
15
78
30
24
20
57
26
18
238
48
23
23
36
40

43
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FOR

-10

-15
-13

-20

-12

=21
-19
=17
-15
-13
-11
-9
-7
-5
-3

CLINOP 6.05 MV 05/30/90

K L FO FC H K
8 8 27 28 -1 11
8 8 9 -8 111
8 8 38 -40 311
8 8 82 -80 5 11
8 8 15 14 7 11
8 8 12 -12 -22 12
8 38 26 -26 -20 12
8 8 53 G2 -18 12
8 8 32 -33 =14 12
8 8 17 16 -12 12
9 8 32 32 -10 12
9 8 15 -14 -8 12
9 8 28 28 -6 12
9 8 11 -12 -4 12
9 3 67 66 -2 12
9 8 31 32 2 12
9 8 37 39 6 12
9 8 26 -23 -23 13
9 8 43 G2 -21 13
9 3 19 -20 -15 13
9 8 42 43 -13 13
9 8 25 22 -11 13
9 8 9 -10 -9 13
10 8 38 34 -7 13
10 8 22 22 -5 13
10 8 12 12 -1 13
10 8 63 60 113
10 8 38 -38 513
10 8 %3 43 -20 14
10 8 20 -22 -18 14
10 8 16 -15 -16 14
10 8 49 50 -14 14
10 8 12 -10 -6 16
10 8 82 82 -2 14
10 8 46 47 G 14
10 8 10 -8 -21 15
10 38 10 12 -13 15
11 8 10 -8 -11 15
11 8 12 14 -7 15
11 38 30 -30 -5 15
11 8 21 18 -3 15
11 38 26 —27 115
11 38 9 8 -20 16
11 8 15 -15 -13 16
11 8 6 4 -16 16
11 8 7 -6 -14 16
11 8 29 =31 -12 16
11 8 17 18 -10 16
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PAGE 14
FO FC
18 19
32 -34
18 -16
15 14
15 -16
16 16
11 11
15 -17
21 =23
41 -40
22 21
39 -38
32 33
17 -17
26 -27
2% 24
8 -5
16 14
24 26
36 33
12 13
28 -25
12 13
15 -16
18 -16
23 24
14 -15
22 21
56 60
59 =57
63 62
66 64
9 -10
48 49
10 -7
20 19
17 -16
30 -32
19 -20
30 -30
32 -34
21 22
13 12
60 -63
46 -46
28 -29
12 -12
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Table 3c (dehyd 2)

OBSERVED AND CALCULATED STRUCTURE FACTORS FOR CLINOP 6.05 MV 05730790 CLIDEHY2 PAGE 15

H K L FO FC H K L FO FC H K L FO FC H K L FO FC H K L FO FC

5 3 9 21 21 -1 7 9 39 -39 -13 13 9 11 -9 -2 210 32 -30 -16 8 10 42 -45
-26 4§ 9 24 26 1 7 9 8 -9 -9 13 9 38 40 0 2190 31 =31 -10 8 10 16 -17
-22 4 9 19 -17 -26 8 9 11 13 -7 13 9 39 -38 2 210 12 -12 -8 8 10 %9 48
-20 46 9 12 -8 -22 8 9 19 -19 -5 13 9 38 35 -21 3 10 30 -31 -6 8 10 27 -28
-16 4 9 28 -28 -18 8 9 18 19 -3 13 9 37 -36 -19 3 10 24 26 -2 8 10 9 -10
-14 4 9 20 19 -16 8 9 30 -29 -1 13 9 19 -19 -17 3 10 11 13 0 8 10 34 -34
=12 4 9 16 16 -14 8 9 26 26 113 9 21 19 -5 310 62 -44 -19 9 10 15 14
-8 4 9 34 35 -12 8 9 47 -468 -16 14 9 17 -17 -3 310 40 40 =17 9 10 13 -10
-6 4 9 12 -15 -10 8 9 15 -15 -14 14 9 33 32 1 310 10 8 -13 9 10 40 40
-4 6 9 13 -14 -8 8 9 26 =23 -10 14 9 34 32 -183 4 10 14 14 -9 9 10 19 17

0 6 9 17 17 -6 &8 9 9 9 -8 14 9 20 19 -16 4 10 11 9 -7 9 10 26 29

4 6 9 18 16 -4 8 9 13 10 -4 16 9 9 9 -14 4 10 7 6 -5 9 10 19 -20

6 4 9 8 =5 2 8 9 28 -28 -2 14 9 16 -16 -12 4 10 40 38 -3 910 28 26
-23 5 9 10 -12 -23 9 9 14 14 0 14 9 19 17 -10 6 10 38 -40 -20 10 10 31 31
-21 5 9 77 75 -21 9 9 24 -24 -19 15 9 14 14 -8 4 10 19 18 -183 10 10 22 21
-19 5 9 21 -21 -19 9 9 57 59 -17 15 9 32 31 -6 6 10 9 -8 -16 10 10 9 9
-17 5 9 838 87 -15 9 9 13 11 -15 15 9 14 -17 -2 4% 10 48 %6 -14 10 10 49 63
-11 5 9 18 16 -13 9 9 32 31 -13 15 9 11 10 0 4 10 15 -14 -12 10 10 20 -22
-9 5 9 49 -438 -11 9 9 33 -32 -11 15 9 14 -13 2 46 10 9 13 -10 10 10 10 10
-7 5 9 52 55 -9 9 9 3 10 -9 15 9 33 -34 -23 510 10 10 -8 10 10 30 -29
-3 5 9 64 67 -3 9 9 18 19 -7 15 9 36 38 -17 5 10 35 -32 -6 10 10 13 14
-1 5 9 13 11 -1 9 9 37 38 -5 15 9 33 -32 -15 5 10 22 22 -2 10 10 32 34

1 5 9 15 14 3 9 9 6 6 -3 15 9 36 39 -13 5 10 30 -28 -19 11 10 27 =27

3 5 9 17 17 -22 10 9 14 13 -115 9 18 19 -11 5 10 49 49 -17 11 10 9 9

5 5 9 34 -34 -20 10 9 23 -23 -18 16 9 9 -6 -9 510 G0 38 -13 11 10 32 -32
-2 6 9 20 -18 -12 10 9 70 72 -10 16 9 23 -23 -5 5 10 47 47 -11 11 10 24 26
-22 6 9 14 10 -8 10 9 45 43 -2 16 9 20 20 -3 510 47 -48 -9 11 10 40 -39
-18 6 9 25 -23 -6 10 9 12 10 -11 17 9 29 28 -1 510 11 11 -7 11 10 13 15
-1l6 6 9 23 23 -4 10 9 38 -38 -7 17 9 9 10 -22 6 10 20 21 -3 11 10 18 -18
-1 6 9 13 -13 -2 10 9 52 40 =517 9 31 =33 -20 6 10 15 13 -1 11 10 18 19
-12 6 9 26 =23 010 9 31 =31 -317 9 14 -13 -183 6 10 26 -24 -18 12 10 26 =24
-10 6 9 50 49 210 9 37 35 -14 18 9 17 18. -16 6 10 55 55 -16 12 10 19 -18
-8 6 9 23 -25 4 10 9 19 19 -12 18 9 43 -42 -14 6 10 %1 -40 =14 12 10 17 -16
-6 6 9 8 8 -21 11 9 15 13 -10 18 9 32 32 -12 6 10 15 11 -10 12 10 32 30
-4 6 9 37 37 -19 11 9 17 -16 -8 18 9 25 -24 -10 6 10 22 22 -2 12 10 47 -49
-2 6 9 45 -44 -15 11 9 7 2 =24 0 10 13 -12 -8 6 10 31 =31 -17 13 10 30 32

0 6 9 26 23 -7 11 9 23 -21 -20 0 10 32 32 -6 6 10 38 36 -15 13 10 14 -14

9 6 9 14 -13 -1 11 9 17 -18 -183 0 10 21 22 -4 6 10 16 -17 -16 14 10 9 8

6 6 9 26 27 -22 12 9 19 19 -4 0 10 26 28 -23 7 10 14 -13 -14 14 10 13 14
=23 7 9 13 -13 -16 12 9 30 30 0 010 58 59 -13 7 190 17 -18 -10 14 10 19 -18
-19 7 9 43 -40 -14 12 9 58 -58 -21 1 10 31 28 -11 7 10 35 =35 -8 14 10 17 17
-17 7 9 16 -18 -12 12 9 25 -24 -19 1 10 27 -28 -9 7190 16 -16 -6 14 10 17 -16
-15 7 9 1¢ -14 -10 12 9 26 -25 -3 110 10 -12 -7 7 1¢ 52 =50 -13 15 10 17 16
-13 7 9 32 =32 -8 12 9 31 -29 3 110 3 10 -5 7 10 14 16 -9 15 10 30 29
-11 7 9 29 27 -21 13 9 11 -11 =24 2 10 14 17 1 710 27 25 -14 0 11 27 =27
=7 7 9 19 -19 -19 13 9 8 8 -22 210 12 -10 -22 8 10 11 11 -12 0 11 25 23
-5 7 9 27 =25 -17 13 9 27 -26 -20 210 22 -22 -20 8 10 36 -36 -10 0 11 27 25
-3 7 9 51 -49 -15 13 9 21 21 -4 210 13 -13 -18 8 10 12 13 -8 0 11 33 31
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OBSERVED AND CALCULATED STRUCTURE FACTORS
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Table 3c (dehyd 2)

FO
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FC
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-37
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23
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FOR
H

-3
-18
-16
-14
-12
-10

-8

-6

-4
-17
=15
-13

CLINOP 6.05 MV 05730790

K L FO FC H K
311 19 17 -7 5
4 11 20 20 -5 5
G 11 21 -21 -18 6
g 11 37 34 -16 6
4 11 18 -18 -12 6
G 11 18 21 -10 6
g 11 18 18 -8 6
G 11 10 9 -19 7
G 11 11 11 -17 7
5 11 37 36 -15 7
5 11 14 14 -13 7
5 11 27 27

CLIDEHYZ2

L

b et ot o fod o fond fed fed el
b et ek o fd et et fd el b

FG

FC

-13
11
7
=20
-26
29
-28
-33
-3
-34
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H K
-11 7
-7 7
-16 8
-12 8
-10 &
-6 8
-15 9
-11 9
-12 10
-8 10
-13 11

et b et bt et e e et e e

bt et et bt el d el e b e T

PAGE 16
FO FC
14 14
29 31
21 23
11 12
18 -18
23 -22
26 25
16 -15
9 10
27 25
10 10
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Table 3d (dehyd 3)
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FO FC
33 -33
109 104
53 =50
82 -87
28 26
165 -166
20 -16
33 34
87 -89
16 16
92 -95
66 -66
19 19

8 8

8 -6
11 9
139 -143
232 -238
35 29
63 -64
73 74
55 54
119 -120
74 72
63 -61
19 -21

8 -5
23 21
57 -54
80 82
123 118
66 57
148 145
92 -89

7 3
48 -48
133 127
101 -95
69 66
28 28
25 =21
19 20
41 -462
89 92
26 =23
133 132
G4 G2
68 -65
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Table 3d (dehyd 3)

OBSERVED AND CALCULATED STRUCTURE FACTORS FOR CLINOP 6.05 MV 05/30/90 PAGE 2
H K L FO FC H K L FO FC H K L FO FC H K L FO FC H K L FO FC
5 1 19 18 -14 8 1 58 60 -7 11 1 13 -8 216 1 21 -15 6 18 1 12 -10
5 1 103 -110 -12 8 1 29 -28 -5 11 1 68 63 4 14 1 10 -10 818 1 29 =29
5 1 175 173 -10 8 1 93 92 =311 1 14 -10 6 1¢ 1 12 -6 =719 1 22 =22
5 1 20 -17 -8 8 1 124 -123 -1 11 1 8 -3 8 14 1 60 59 =519 1 6 7
1 5 1 200 209 -6 8 1 23 16 111 1 36 33 10 14 1 10 9 -319 1 32 -31
5 1 87 86 -4 8 1 25 24 311 1 86 -88 12 14 1 G1 39 -119 1 81 78
5 1 87 83 -2 8 1 37 34 511 1 110 110 -13 15 1 30 29 119 1 15 12
5 1 G6 GG 0 8 1 10 6 711 1 18 15 -9 15 1 37 38 319 1 37 37
5 1 77 =76 2 8 1 19 -15 911 1 6 -3 =715 1 10 10 519 1 17 14
5 1 50 50 G 8 1 72 67 11 11 1 36 36 =515 1 65 -67 -6 20 1 23 22
5 1 8 6 6 8 1 88 -84 1311 1 55 =55 -315 1 72 73 -2 20 1 16 16
5 1 35 36 8§ 8 1 5 6 -16 12 1 23 26 -115 1 21 =22 020 1 13 3
6 1 6 3 10 8 1 79 -380 -14 12 1 28 =-26 115 1 109 107 220 1 15 15
6 1 15 -12 12 8 1 34 =32 =12 12 1 69 68 315 1 54 53 =20 0 2 26 =25
6 1 13 -12 14 8 1 24 23 -10 12 1 42 -39 515 1 23 -24 -183 0 2 6 1
6 1 23 26 -17 9 1 36 -35 -8 12 1 46 ~45 715 1 46 49 -16 0 2 78 81
6 1 26 =20 =15 9 1 68 67 -6 12 1 35 =30 915 1 13 -10 -14 0 2 72 75
6 1 15 -14 =11 9 1 20 -19 -4 12 1 100 -101 11 15 1 14 =15 =12 0 2 83 82
6 1 91 -388 -9 9 1 47 %9 212 1 7 6 -12 16 1 26 =24 =10 0 2 122 115
6 1 4G 45 -7 9 1 88 -90 012 1 63 66 -10 16 1 9 10 -8 0 2 70 =69
6 1 131 -134 -5 9 1 15 =20 212 1 11 11 -8 16 1 17 18 -6 0 2 118 111
0 6 1 147 151 -3 9 1 13 13 4 12 1 16 14 -6 16 1 59 -58 -4 0 2 262 -259
2 6 1 110 -116 -1 9 1 45 -45 6 12 1 86 -83 -4 16 1 59 55 -2 0 2 100 95
4 6 1 107 -101 1 9 1 51 52 8 12 1 63 -59 -216 1 46 -44 0 0 2 147 147
6 6 1 98 95 3 9 1 116 117 10 12 1 62 -61 016 1 17 13 2 0 2 118 114
8 6 1 135 -133 5 9 1 19 -19 12 12 1 6 -3 216 1 10 9 4 0 2 36 G1
6 1 78 80 7 9 1 15 13 14 12 1 %6 -45 6 16 1 7 -9 6 0 2 23 18
6 1 21 -17 11 9 1 31 -28 ~15 13 1 12 11 6 16 1 23 24 8 0 2 53 =53
6 1 26 -23 13 9 1 33 34 -13 13 1 53 =53 816 1 46 -46 10 0 2 12 9
6 1 56 58 15 9 1 16 18 -11 13 1 42 40 -11 17 1 24 =27 14 0 2 8 -9
7 1 45 ~43 -16 10 1 37 -38 -913 1 56 -55 =917 1 27 =28 -19 1 2 19 -19
7 1 80 -84 -14 10 1 14 -14 -7 13 1 66 -69 -717 1 52 53 -17 1 2 32 33
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Table 3e (dehyd 4, B phase)
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OBSERVED AND CALCULATED STRUCTURE FACTORS

H

8
-19
-17
-13
-11

-9
=7
-3
-1

1
-138
-16
-14
-12
-10

-8
-6
-6
~2

0

2

G

8
-19
-17
-11

-9
-7
-5
-3
-1

K

AR DPDLPDLDDDPANWNWNANNWNWNNANANNWWWNNNNNNNNNNNNN e - O

L

ULV ULUVLILLUTUUNULUULTLITLNULTUBTUTLITLTULTULITULTULTLTLTUT LY

Table 3e (dehyd 4, B phase)

FO

FC

65
19
16
17
638
-25

H

3
-19
-17
-15
-13

-9
-7
-5
-3
-1

1

3

5
-18
-16
-16
-12
-10

-8
-6
-2

K

RNV RVPOOWVNNNNSNNNNNNNNO OOV UTTULTUTUITULTUBTLITLNTLTLTULT LT D

L

UoUUULLLULILLBTUTUITLTLILTUULTUNUTULUTLILLLUULTLTUBTLTLTUTUTUBTULTULTLTLTUTULTULTULTLTLTLULT LN

FO

26
43
22
32
17
50
70
30

55
43
35

15
28
57
929
28
57
30
%9
19
22
56
30
27
67
57
17
37
102
61
14
22
38
43
36
39
17
23
33
85
54
38
90
29
52
31

FC

FOR

-13
-11
-9
-5
-3
-1

-10
-4
-2

C
K
9
9
9
9
9
9
9
0
0
0
0
0
0
0
0

bt ot fed ot et b fnd ot

LINOP 6.05 MV 08/28/90 SUPERDEHY

L

UL LLINUULVIUNLIBTUILTUBILIUBTUBULIBULILNLTLTUTLTUBTULTLITLTLTULTULTLULTLTLT LY

FO
17

FC

H K
-7 15
-3 15
-1 15
-6 16
-4 16
18 0O
l6 0
14 0
12 0
10 ©
-8 0
-6 0
-4 0
-2 0

0 0

2 0

4 0

6 0
19 1
17 1
15 1
11 1
-7 1
=5 1
-3 1

1 1

3 1

5 1
16 2
16 2
12 2
10 2
-8 2
-6 2
-2 2

0 2

2 2

G 2

6 2
19 3
17 3
15 3

3
3
3
3
3
3

L

s O ONONOVOVONVNONONONONVONONVONDONVONONONONONONONONONONONONONOVNONONONONONONONUTUTUTLUT LD

FO

55
102

-104

X

U

-12 1

CVVOORRRXINNNNNNOAONOOOOUTILIUTIUTUIUILNTLLILADNDNDNDDNRADLADDPARLANWNN R

aoonononnvnONONONOVOVOVONONONONONONONONONONONONONONONONONONONONONONONONONONONONONONONONONON |

PAGE 5
FO FC
49 -50
23 21
27 -28
20 -13
30 29
75 73
47 50
23 21
47 -47
16 -14
25 =30
49 52
16 18
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27 27
33 31
30 31
13 -4
59 57
29 27
38 37
20 -18
30 34
31 30
106 107
19 -18
20 -18
38 =43
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66 —G6
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16 =20
19 -16
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21 =21
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Table 3e (dehyd 4, B phase)

OBSERVED AND CALCULATED STRUCTURE FACTORS FOR CLINOP 6.05 MV 08/28/90 SUPERDEHY . PAGE 6
H K L FO FC H K L FO FC H K L FO FC H K L FO FC H K L FoO FC
-8 10 6 78 -82 -2 0 7 85 82 -12 4 7 G2 36 -10 8 7 27 -28 -3 1 8 25 24
-6 10 6 50 50 2 0 7 651 39 -10 4 7 14 11 -8 8 7 35 -37 -12 2 8 30 29
-4 10 6 14 11 =17 1 7 18 23 -8 4 7 39 -40 -6 8 7 56 =54 -10 2 8 18 -15
010 6 62 64 -13 1 7 28 21 -6 4 7 12 -6 0 8 7 18 18 -8 2 8 60 -61
210 6 18 -22 -11 1 7 16 10 -2 4 7 18 -21 -13 9 7 29 -25 -4 2 8 37 -39
-13 11 6 27 -28 -9 1 7 20 19 0 4 7 51 54 -11 9 7 31 32 -2 2 8 20 15
-11 11 6 24 23 -7 1 7 26 -21 -17 5 7 14 -13 -9 9 7 53 -53 -15 3 8 42 -41
-9 11 6 33 32 -5 1 7 45 40 -13 5 7 28 31 -7 9 7 23 22 -13 3 8 40 -39
-7 11 6 45 45 1 1 7 25 25 -11 5 7 22 -26 -1 9 7 26 -27 -11 3 8 31 23
-5 11 6 13 -19 -16 2 7 17  -14 -9 5 7 57 58 -12 10 7 14 14 -9 3 8 55 -51
-3 11 6 22 23 -14 2 7 76 -75 -5 5 7 38 37 -8 10 7 G0 q1 -7 3 8 36 40
-1 11 6 12 -12 -10 2 7 36 -34 -1 5 7 16 15 -6 10 7 31 37 -5 3 8 33 =31
-12 12 6 16 -17 -8 2 7 60 55 1 5 7 22 -21 -4 10 7 16 -17 -3 3 8 27 -26
-10 12 6 40 G2 -6 2 7 12 -6 -16 6 7 23 -24 -11 11 7 20 17 -12 46 38 16 -16
-6 12 6 49 51 -6 2 7 26 -29 -12 6 7 28 -29 -7 11 7 15 -17 -10 4 8 16 -14
-2 12 6 25 =31 -2 2 7 18 ~-14 -10 6 7 45 45 =511 7 69 64 -8 4 8 39 338
012 6 21 -22 0 2 7 41 -39 -6 6 7 52 52 -14 0 8 20 -23 -6 4 8 37 34
-11 13 6 59 -56 2 2 7 30 -34 -4 6 7 12 7 -10 0 8 38 43 -13 5 8 15 14
-9 13 6 25 22 -13 3 7 29 -30 0 6 7 29 -29 -8 0 8 32 27 -11 5 8 25 23
-7 13 6 28 -30 -11 3 7 23 19 2 6 7 28 29 -6 0 8 26 21 -9 5 8 17 20
-5 13 6 18 -19 -9 3 7 72 -70 -15 7 7 35 34 -4 0 8 49 61 -5 5 8 26 20
-3 13 6 32 33 -7 3 7 28 26 -13 7 7 27 26 -2 0 8 38 -62 -12 6 8 26 19
-6 16 6 48 -48 -5 3 7 26 -21 -11 7 7 42 -42 -15 1 8 36 37 -8 6 8 54 48
-14 0 7 126 135 -3 3 7 14 -9 -9 7 7 35 29 -13 1 8 24 21 -6 6 8 77 =72
-12 0 7 27 -21 -1 3 7 20 -23 -7 7 7 17 -18 -11 1 38 40 -38 -4 6 8 G2 33
-10 0 7 26 24 3 3 7 42 -~46 -5 7 7 42 -47 -9 1 8 52 48 -7 7 8 32 -30
-6 0 7 49 -47 -16 46 7 21 23 -3 7 7 36 36 -7 1 8 28 -30 -5 7 8 30 26
-4 0 7 36 35 -14 6 7 25 -21 -12 8 7 15 14



Table 5. Anisotropic displacement parameters at 100 K

sample atom Uqq (o Uszs Uqo Uqz Uos

natural T1 0.0073(4) 0.0160(5) 0.0082(4) -0.0003(4) 0.0045(3) 0.0013(4)
dehyd1 0.0066(2) 0.0147(3) 0.0078(2) -0.0006(2) 0.0042(2) 0.0011(2)
dehyd?2 0.0083(2) 0.0191(2) 0.0103(2) -0.0016(2) 0.0044(2) 0.0011(2)
dehyd3 0.0094(5) 0.0231(5) 0.0131(5) -0.0022(4) 0.0051(4) 0.0009(4)
dehyd4 0.0149(9) 0.029(1) 0.0193(9) -0.0021(8) 0.0088(8) -0.0011(8)
natural T2 0.0100(4) 0.0126(5) 0.0097(4) 0.0006(4) 0.0050(4) 0.0002(4)
dehyd1 0.0097(3) 0.0106(3) 0.0095(3) 0.0006(2) 0.0050(2) 0.0001(2)
dehyd2 0.0150(2) 0.0114(2) 0.0133(2) -0.0004(2) 0.0072(2) -0.0008(2)
dehyd3 0.0189(5) 0.0138(5) 0.0167(5) -0.0009(4) 0.0090(4) -0.0010(4)
dehyd4 0.0175(9) 0.021(1)  0.022(1) 0.0004(8) 0.0102(8) -0.0004(8)
natural T3 0.0098(4) 0.0145(5) 0.0082(4) 0.0005(4) 0.0057(3) 0.0004(4)
dehyd1 0.0090(3) 0.0132(3) 0.0076(2) 0.0004(2) 0.0050(2) 0.0004(2)
dehyd?2 0.0119(2) 0.0169(2) 0.0097(2) 0.0002(2) 0.0057(2) 0.0006(2)
dehyd3 0.0150(5) 0.0213(5) 0.0124(5) 0.0000(4) 0.0073(4) 0.0008(4)
dehyd4 0.020(1) 0.027(1)  0.0220(9) 0.0005(8) 0.0118(8) 0.0000(8)
natural T4 0.0089(4) 0.0160(5) 0.0086(4) -0.0007(4) 0.0045(3) -0.0003(4)
dehyd1 0.0081(2) 0.0143(3) 0.0079(3) -0.0008(2) 0.0039(2) 0.0000(2)
dehyd2 0.0112(2) 0.0176(2) 0.0098(2) -0.0018(2) 0.0046(2) -0.0005(2)
dehyd3 0.0146(5) 0.0220(5) 0.0130(5) -0.0025(4) 0.0063(4) -0.0014(4)

31



dehyd4

natural
dehyd1
dehyd2
dehyd3

dehyd4

natural
dehyd1
dehyd2
dehyd3

dehyd4

natural
dehyd1
dehyd?2
dehyd3

dehyd4

natural
dehyd1
dehyd2
dehyd3

dehyd4

natural

T5

o1

02

0.0156(9)

0.0076(6)
0.0070(3)
0.0095(3)
0.0113(7)

0.015(1)

0.033(2)
0.032(2)
0.051(2)
0.061(3)

0.022(4)

0.024(1)
0.0235(9)
0.036(1)
0.047(2)

0.026(3)

0.034(2)
0.032(1)
0.0342(9)
0.034(2)

0.040(3)

0.021(1)

0.025(1)

0.0168(7)
0.0152(4)
0.0164(3)
0.0190(7)

0.029(2)

0.019(2)
0.014(1)
0.016(1)
0.021(2)

0.033(4)

0.031(2)
0.030(1)
0.045(1)
0.059(2)

0.044(3)

0.030(2)
0.029(1)
0.038(1)
0.044(2)

0.043(3)

0.027(1)

0.0203(9) -0.0026(8)
0.0093(6) 0.00000
0.0087(4) 0.00000
0.0102(3) 0.00000
0.0125(7) 0.00000
0.014(1)  0.00000
0.021(2)  0.00000
0.023(1)  0.00000
0.030(1)  0.00000
0.038(3) 0.00000
0.031(4) 0.00000
0.024(1) -0.002(1)

0.0226(9) -0.0019(8)

0.038(1) -0.0059(8)
0.050(2) -0.009(2)
0.032(3)  0.003(2)
0.021(1) -0.006(1)

0.0199(9) -0.0075(8)

0.0213(7) -0.0150(7)

0.022(2) -0.015(1)
0.032(3) -0.010(3)
0.018(1)  0.007(1)
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0.0107(7) -0.0023(8)

0.0037(5) 0.00000
0.0037(3) 0.00000
0.0031(2) 0.00000
0.0030(5) 0.00000
0.004(1)  0.00000
0.008(2)  0.00000
0.008(1)  0.00000
0.006(1)  0.00000
0.005(2) 0.00000
0.011(3)  0.00000
0.017(1) -0.007(1)

0.0159(8) -0.0064(8)

0.0269(9) -0.0139(9)

0.036(2) -0.020(2)
0.015(2)  0.000(2)
0.021(1) -0.003(1)

0.0195(8) -0.0032(7)

0.0183(7) -0.0074(7)

0.017(1) -0.008(1)
0.027(2) -0.009(2)
0.007(1)  0.002(1)



dehyd1
dehyd2
dehyd3

dehyd4

natural
dehyd1
dehyd?2
dehyd3

dehyd4

natural
dehyd1
dehyd2
dehyd3

dehyd4

natural
dehyd1
dehyd2
dehyd3

dehyd4

natural
dehyd1
dehyd2

dehyd3

o7

0.0210(9)
0.0199(7)
0.021(1)

0.029(3)

0.028(2)
0.028(1)
0.050(2)
0.070(4)

0.068(86)

0.011(1)
0.0104(7)
0.0122(8)
0.014(1)

0.021(2)

0.027(2)
0.026(1)
0.033(1)
0.040(2)

0.031(3)

0.018(1)
0.0184(8)
0.0243(8)

0.030(2)

0.0250(9)
0.0284(8)
0.034(2)

0.037(3)

0.033(2)
0.032(2)
0.046(2)
0.068(4)

0.033(5)

0.023(1)
0.0224(8)
0.0239(7)
0.026(2)

0.036(3)

0.033(2)
0.031(1)

0.035(1)

10.042(2)

0.054(4)

0.033(2)
0.030(1)
0.0362(9)

0.042(2)

0.0170(8) 0.0059(7) 0.0071(7)
0.0212(7) 0.0045(6) 0.0059(6)
0.025(2) 0.004(1) 0.006(1)
0.030(3) 0.000(2) 0.011(2)
0.030(2) 0.00000  0.023(2)
0.027(1)  0.00000  0.021(1)
0.044(2) 0.00000  0.040(2)
0.066(4) 0.00000  0.061(3)
0.115(8) 0.00000  0.077(6)
0.021(1)  0.000(1)  0.007(1)
0.0198(8) -0.0002(6) 0.0070(6)
0.0259(7) 0.0006(5) 0.0092(5)
0.031(2) 0.000(1) 0.011(1)
0.028(3) -0.001(2) 0.010(2)
0.026(2) 0.010(1)  0.004(1)
0.025(1)  0.0115(9) 0.0035(8)
0.033(1) 0.0077(8) -0.0033(8)
0.041(2) 0.005(2) -0.004(2)

0.031(3) 0.011(3) 0.009(2)
0.021(1) -0.001(1)  0.007(1)

0.0194(8) -0.0015(7)
0.0237(8) -0.0024(7)
0.006(1)

0.030(2) 0.001(1)
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0.0023(7)
0.0028(6)
0.003(1)

0.004(2)

0.00000
0.00000
0.00000
0.00000

0.00000

0.002(1)
0.0015(7)
0.0035(6)
0.003(1)

-0.005(2)

0.008(1)
0.0093(9)
0.0122(8)
0.016(2)

0.002(3)

-0.011(1)

0.0068(7) -0.0115(8)

0.0063(7) -0.0149(7)

-0.017(1)



dehyd4

natural
dehyd1
dehyd?2
dehyd3

dehyd4

natural
dehyd1
dehyd2
dehyd3

dehyd4

natural
dehyd1
dehyd2
dehyd3

dehyd4

natural
dehyd1
dehyd?2
dehyd3
dehyd4

dehyd4

o10

Na1

Ca2

K3'

0.041(3)

0.016(1)
0.0141(8)
0.0160(6)
0.019(1)

0.027(3)

0.021(1)
0.0192(8)
0.0252(8)
0.030(2)

0.033(3)

0.096(3)
0.049(5)
0.064(4)
0.053(4)

0.094(9)

0.011(2)
0.010(1)
0.0238(9)
0.032(3)
0.037(4)

0.043(8)

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

.053(4)

.022(1)
.0202(8)
.0221(7)
.027(2)

.035(3)

.025(1)
.0228(9)
.0294(8)
.039(2)

.032(3)

.029(2)
.021(1)
.024(1)
.019(2)

.027(5)

.029(2)
.025(1)
.030(1)
.040(3)
.059(5)

.019(6)
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0.032(3) -0.002(3) 0.011(3) -0.012(3)

0.027(1) -0.004(1) 0.012(1) -0.006(1)
0.0242(9) -0.0051(7) 0.0100(7) -0.0065(7)
0.0228(7) -0.0041(5) 0.0094(6) -0.0023(5)
0.026(1) -0.004(1) 0.013(1) 0.000(1)

0.032(3) -0.004(2) 0.017(2) -0.001(2)

0.025(1) -0.006(1) 0.010(1) -0.002(1)
0.0224(9) -0.0068(7) 0.0084(7) -0.0011(7)
0.0251(8) -0.0097(6) 0.0070(6) 0.0019(6)
0.032(2) -0.010(1) 0.008(1) 0.003(1)

0.042(3) -0.004(2) 0.022(3) 0.000(2)

0.039(2) 0.00000  0.026(2) 0.00000
0.032(2) 0.00000  0.009(2) 0.00000
0.113(4) 0.00000  0.041(3) 0.00000
0.083(4) 0.00000 0.035(3) 0.00000

0.084(8) 0.00000 0.055(7) 0.00000

0.022(4) 0.00000  0.002(2) 0.00000
0.017(2) 0.00000  0.0029(9) 0.00000
0.030(1)  0.00000 -0.0011(7) 0.00000
0.029(3) 0.00000 -0.003(2) 0.00000
0.155(8) 0.00000  0.070(5) 0.00000

0.10(1)  0.00000  0.043(8) 0.00000



natural
dehyd1
dehyd2

dehyd3

natural
dehyd1
dehyd2

dehyd3

natural
dehyd1
dehyd2

dehyd3

natural
dehyd1
dehyd2

dehyd3

natural

dehyd1

natural
dehyd1
dehyd2

dehyd3

O11

012

013

014

0O15

O16

0.066(5)
0.058(3)
0.136(5)

0.20(3)

0.08(1)
0.08(1)
0.052(6)

0.053(8)

0.051(2)
0.047(2)
0.091(5)

0.28(2)

0.050(5)
0.045(3)
0.106(6)

0.13(1)

0.059(9)

0.055(7)

0.072(7)
0.060(5)
0.05(1)

0.02(2)

0.030(3)
0.027(2)
0.019(2)

0.030(5)

0.06(1)
0.065(9)
0.025(4)

0.037(7)

0.065(3)
0.066(2)
0.061(4)

0.10(1)

0.029(4)
0.030(3)
0.073(5)

0.14(1)

0.072(8)

0.062(7)

0.083(9)
0.074(8)
0.06(1)

0.08(4)

0.

0.

0.

0.

0.

0.

0.

0.

0.

0.

062(5)
053(3)
158(6)

17(2)

25(3)
28(3)
12(1)

10(1)

.054(2)
.051(2)
.076(4)

.14(1)

.127(9)
.125(7)
.129(7)

19(2)

.15(1)

14(1)

.085(8)

.075(8)

08(1)

10(4)

0.00000
0.00000
0.00000

0.00000

0.00000
0.00000
0.00000

0.00000

0.005(2)
0.002(2)
0.00000

0.00000

0.00000
0.00000
0.00000

0.00000

0.00000

0.00000

0.00000
0.00000
0.00000

0.00000

0.045(4)
0.037(2)
0.127(5)

0.15(2)

0.02(1)
0.01(1)
0.015(6)

0.011(7)

0.008(2)
0.010(1)
-0.033(3)

-0.12(1)

0.024(5)
0.023(4)
0.063(6)

0.07(1)

0.02(1)

0.024(9)

0.045(6)
0.038(4)
0.031(9)

0.01(2)

0.00000
0.00000
0.00000

0.00000

0.00000
0.00000
0.00000

0.00000

-0.010(2)
-0.010(2)
0.00000

0.00000

0.00000
0.00000
0.00000

0.00000

0.00000

0.00000

0.00000
0.00000
0.00000

0.00000
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natural O17 0.06(2)  0.04(2) 0.07(2)  0.00000  0.03(1) 0.00000

dehyd1 0.030(8) 0.036(9) 0.07(1)  0.00000 0.026(8) 0.00000

Note: Displacement parameters are of the form exp[-2n2(Uy{h2a*2 + Uook2b*2 + Ugsl2c*2 4+

2U'12hka*b* + 2U13hla*c* + 2U23k|b*C*)]
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