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Table 6: Structure factors for K18a diopside Frel and Sigf Scales: 1 3.0203

h k | Frel Fcalc Sigf h k | Frel Fcalc Sigf
2 0 0 8.36 717 .05 2 8 0 26.04 26.08 .11
4 0 0 14.94 19.04 .07 4 8 0 38.18 38.03 .11
6 0 0 87.46 85.05 .08 6 8 0 4.76 396 .12
8 0 0 73.47 76.65 .10 8 8 0 8.26 798 13
10 0 0 52.77 53.65 .12 10 8 0 29.09 2835 .14
12 0 0 3.53 739 13 1 9 0 2.74 407 .11
1 1 0 3.09 330 .04 3 9 0 20.83 21.34 12
3 1 0 85.41 8226 .06 5 9 0 15.03 1474 12
5 1 0 61.13 60.86 .08 7 9 0 14.65 1472 13
7 1 0 43.27 42.00 .09 9 9 0 7.91 750 .14
9 1 0 .00 A2 .00 0 10 0 7219 7125 12
11 1 0 28.80 2878 .12 2 10 0 7.56 736 .12
13 1 0 15.49 1554 14 4 10 0 53.03 5295 .13
0 2 0 26.83 26.41 .05 6 10 0 21.42 2153 .13
2 2 0 69.35 6558 .06 8 10 0 18.97 19.06 .14
4 2 0 22.29 22.07 .07 1 11 0 9.16 513 .13
6 2 0 18.15 18.60 .09 3 11 0 26.06 2452 13
8 2 0 20.61 1994 10 5 11 0 31.12 30.86 .14
10 2 0 .00 296 .00 0 12 0 40.67 40.88 .14
12 2 0 16.80 1733 .13 2 12 0 25.41 2453 14
1 3 0 13.24 1242 .06 4 12 0 9.72 937 14
3 3 0 62.48 60.30 .07 -13 1 1 .69 75 .18
5 3 0 36.20 36.24 .08 -11 1 1 23.89 2498 12
7 3 0 8.04 834 .10 -9 1 1 442 298 .11
9 3 0 29.20 30.37 .11 -7 1 1 35.89 3623 .09
11 3 0 16.16 16.73 .13 -5 1 1 15.46 1581 .08
13 3 0 1.85 230 .14 -3 1 1 85.13 8522 .06
0 4 0 .00 492 .00 -1 1 1 4.47 341 .05
2 4 0 18.35 1556 .07 1 1 1 14.25 1467 .05
4 4 0 65.91 6553 .08 3 1 1 76.04 7576 .07
6 4 0 27.68 29.04 10 5 1 1 5.90 5.05 .08
8 4 0 11.24 1192 .11 7 1 1 27.80 28.16 .10
10 4 0 43.86 4415 12 9 1 1 4.45 443 11
12 4 0 18.25 18.01 14 11 1 1 32.68 32.73. 13
1 5 0 99.73 9720 .08 -12 2 1 65.16 6425 .13
3 5 0 70.09 69.62 .08 -10 2 1 .00 1.04 .00
5 5 0 11.43 9.94 .09 -8 2 1 35.04 3513 .10
7 5 0 10997 11146 .11 -6 2 1 45.45 4736 .09
9 5 0 11.20 1263 .12 -4 2 1 65.16 64.33 .07
11 5 0 40.49 39.31 13 -2 2 1 14357 143.84 .06
0 6 0 113.91 106.63 .09 0 2 1 38.93 39.12 .06
2 6 0 28.09 2712 .09 2 2 1 111.76 11249 .07
4 6 0 18.81 1727 10 4 2 1 28.00 2750 .08
6 6 0 6.29 3.21 A1 6 2 1 71.63 7414 .09
8 6 0 17.32 1728 12 8 2 1 38.78 3952 11
10 6 0 34.54 36.61 13 10 2 1 4.48 390 .12
1 7 0 4.16 249 .09 12 2 1 45.38 4349 14
3 7 0 12.24 1126 .10 -13 3 1 21.63 2130 .14
5 7 0 45.02 4505 .11 -11 3 1 23.92 26.17 .13
7 7 0 29.12 2865 .12 -9 3 1 68.30 68.57 .11
9 7 0 20.89 20.67 .13 -7 3 1 42.22 4395 10
11 7 0 2.53 230 .14 -5 3 1 112.45 113.14 .08
0 8 0 5.23 354 10 -3 3 1 95.97 93.67 .07
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Frel
87.10
20.34
39.11

149.79
16.90
4413

9.53
28.29
28.59
14.48
9.82
8.94
22.36
88.98
2410
37.67
7.38
4.06
32.33
6.41
8.72
7.40
5.46
9.95
16.41
28.86
8.47
21.84
19.84
3.24
4.92
7.72
7.24
20.34
.00
23.84
35.27
8.45
4491
18.94
22.97
7.59
20.56
18.43

11.63

29.95

.00
82.10
6.12
43.86
56.71
7.53
47.85

Fcalc
89.61
15.24
38.40
149.60
16.49
45.07
10.57
27.03
28.82
15.51
9.85
8.43
23.51
91.83
22.09
37.49
714
2.37
32.05
6.36
9.83
8.34
5.05
9.57
16.35
28.89
8.26
21.03
19.63
3.54
5.02
6.70
7.29
20.01
1.29
25.01
34.97
9.43
4597
18.52
23.05
6.83
20.79
18.10
11.60
29.46
1.48
84.26
7.37
45.39
59.83
5.94
48.43
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Frel
10.18
48.77

.00
35.70
20.46
19.08
92.73
21.52
56.53
17.26
56.06
17.45

4.94
55.89
39.93
10.21

9.54
18.91
15.99
31.33
35.46
13.01

.00

.00
35.09
16.59

8.21
7.91
19.93
20.86
20.64
545
9.21
30.71
13.31

.00
16.22
28.83

1.15
46.22
8.79
67.36
30.55
100.24
108.12
37.57
156.64
90.19
115.48
6.64
45.31
74.23

Fcalc
10.54
48 57
.01
36.17
21.55
19.78
96.46
22.81
56.32
18.71
55.76
17.41
5.32
56.19
40.39
9.12
8.42
19.93
15.91
31.10
34.42
12.88
1.07
1.93
3713
16.46
8.54
7.77
20.02
19.84
20.76
6.54
8.99
29.47
12.61
.76
16.04
29.39
.84
44.44
10.48
68.20
31.66
99.57
109.14
33.42
158.51
89.67
116.80
6.94
46.35
74.97

Sigf
12
13
.00
13
12
11
11
11
11
11
12
13
14
13
12
12
11
11
12
12
13
14
.00
.00
12
12
12
13
14
14
14
13
13
13
13
.00
14
14
13
14
13
11
10
.09
07
.06
.06
07
.09
10
11
13
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Frel

16.19
3.21
26.09
95.72
31.55
7.55
3.20
64.95
25.06
36.52
49.19
26.19
25.96
31.33
23.49
26.28
48.28
19.08
20.41
60.13
41.30
37.70
41.74
30.30
11.29
18.05
2.04
13.06
28.69
31.70
9.93
56.12
4519
3.94
29.22
23.11
13.74
.58
22.97
21.83
.00
14.79
5.95
21.33
60.86
41.06
36.08
2.00
6.42
8.92
35.87
16.06

Fcalc
16.87
3.21
27.06
97.57
33.20
4.24
4.21
64.84
24.71
35.87
50.39
25.85
24.33
31.08
24.62
26.83
49.78
19.79
22.32
59.19
43.35
37.32
42.20
31.72
10.60
17.95
2.76
13.24
29.01
31.29
8.69
58.00
44.39
3.33
29.16
24.25
13.44
3.01
22.09
20.66
.05
14.62
5.83
21.41
60.46
4215
36.69
.86
6.03
8.09
35.09
16.53

Sigf

14
a2
11
.09
.08
.07
.06
.07
.08
.09
a2
14
a3
12
10
.09
.08
.07
.07
.08
.09
10
a2
13
14
a2
11
10
.09
.08
.07
.08
.09
10
A1
a2
18
13
a2
.00
10
.09
.08
.08
.09
10
A1
a2
13
13
a2

page 3

h

(O(D(O(D(D(D(D(D(DmmmGJ(DODOOCDCO(XD\I\I\I\l\l\l\l\l\1\1\10303030)O?O)CDO’O)O’O)O)U‘IO‘IU’IU‘I(HU‘IW(TICHX

| Frel
2 88.68
2 6.15
2 104.53
2 12.08
2 71.43
2 107.44
2 11.61
2 55.39
2 13.64
2 23.07
2 7.94
2 4.32
2 53.15
2 478
2 64.44
2 96.71
2 7.41
2 23.11
2 14.61
2 14.27
2 20.60
2 3.20
2 17.00
2 14.15
2 29.28
2 12.57
2 36.10
2 534
2 20.21
2 34.46
2 .00
2 16.68
2 15.84
2 19.07
2 15.16
2 15.90
2 23.19
2 22.48
2 1117
2 24.56
2 20.61
2 6.08
2 11.55
2 24.44
2 13.79
2 10.61
2 3.27
2 9.11
2 5.32
2 11.94
2 20.83

Fcalc
90.95
9.76
105.31
12.91
70.92
109.86
2.59
56.05
14.66
2273
8.00
3.55
56.03
4.33
66.56
98.93
5.37
22.82
14.65
14.86
20.15
2.91
17.23
16.66
30.77
12.81
37.46
5.39
20.42
33.95
2.02
16.71
14.99
18.49
14.71
16.44
23.66
23.48
11.22
24.62
21.29
7.05
11.60
24.09
14.00
11.76
3.69
9.29
513
11.44
19.94

Sigf
1
10
.09
.09
.09
10
A1
12
13
14
13
A2
11
.10
.09
10
10
1
12
13
14
14
13
A2
1
10
10
.10
A1
a2
.00
14
14
13
A2
A1
A1

A1

1
a2

A3

14

14

A3
a2
a2
a2
a2
a2
13
14
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I Frel Fcalc Sigf h k | Frel Fcalc Sigf
2 15.47 15.08 .14 -10 4 3 19.86 19.87 12
2 23.95 23.89 .18 -8 4 3 16.70 1764 11
2 47.20 4788 .13 -6 4 3 36.68 3832 .10
2 15.08 1492 12 -4 4 3 29.39 30.10 .09
2 52.90 5477 13 -2 4 3 40.77 4288 .09
2 4.92 399 .13 0 4 3 42.03 4426 .09
2 65.93 64.71 13 2 4 3 3.98 326 .10
2 11.55 1240 .14 4 4 3 42.24 4255 .11
2 19.59 2085 .14 6 4 3 14.33 1359 .12
2 18.90 19.57 .13 8 4 3 8.84 896 .13
2 12.64 1252 .13 -11 5 3 6.71 725 13
2 15.42 16.11 13 -9 5 3 5.10 599 .12
2 22.56 2287 14 -7 5 3 3.67 460 .11
2 33.80 3495 14 -5 5 3 30.94 3282 .10
2 23.30 2368 .14 -3 5 3 19.38 2186 .10
3 6.90 599 .14 -1 5 3 2.05 51 .09
3 8.58 8.81 a2 1 5 3 25.58 26.79 .10
3 6.50 729 A1 3 5 3 2.81 1.71 10
3 37.73 38.71 10 5 5 3 9.57 946 .12
3 24.63 2478 .09 7 5 3 2.18 3.21 a2
3 65.15 67.47 .08 9 5 3 20.96 20.16 .14
3 7.76 823 .08 -12 6 3 4.63 503 .14
3 4.79 397 .08 -10 6 3 2217 2176 .13
3 35.24 3458 .09 -8 6 3 11.79 1129 12
3 14.96 1548 .10 -6 6 3 13.22 13.04 .11
3 25.46 26.48 12 -4 6 3 16.15 17.09 .11
3 15.50 1439 .13 -2 6 3 15.88 1742 10
3 51.48 49.73 .13 0 6 3 30.65 3171 10
3 7.27 727 12 2 6 3 5.30 526 .11
3 62.23 63.49 .11 4 6 3 34.26 3491 12
3 8.74 7.64 .09 6 6 3 10.75 1187 .13
3 24 .91 2588 .09 8 6 3 7.72 813 .14
3 117.21 119.66 .08 -11 7 3 12.85 1198 .14
3 10.39 10.10 .08 -9 7 3 39.07 3852 .13
3 7410 7477 .09 -7 7 3 1.05 83 .12
3 717 6.64 .10 -5 7 3 55.13 55.63 .11
3 63.80 64.46 .11 -3 7 3 3.17 287 .11
3 30.63 31.13 .13 -1 7 3 58.42 59.54 .11
3 8.75 857 .14 1 7 3 26.06 2652 .11
3 2.07 1.61 14 3 7 3 11.86 1222 12
3 32.49 3226 .13 5 7 3 43.01 4260 .13
3 73.62 7344 A1 7 7 3 3.97 266 .13
3 24.38 25.81 10 -10 8 3 2.07 245 14
3 67.93 70.16 .09 -8 8 3 35.47 3537 .13
3 26.10 26.35 .09 -6 8 3 14.50 1439 12
3 116.53 11862 .09 -4 8 3 20.55 2119 12
3 21.98 2265 .09 -2 8 3 56.02 59.90 .12
3 4.93 404 10 0 8 3 2.65 1.77 A1
3 76.56 7758 11 2 8 3 65.96 65652 .12
3 10.11 1099 12 4 8 3 15.49 1567 .13
3 51.03 51.80 .13 6 8 3 43.04 4253 14
3 14.23 1234 14
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|
3
3
3
3
3
3
3
3
3
3
3
3
3
3
3
3
3
3
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4
4

Frel
30.75
39.62

.00
15.54
35.70
31.84
31.01
28.82

1.81
5.83
14.90
4.56
21.50
13.08
5.84
14.33
15.10
16.01
13.04
39.58
.00
103.30
69.65
6.89
103.00
2214
86.96
21.50
34.96
13.63
14.71
25.03
11.63
72.89
49.14
7.91
43.71
8.11
13.07
19.41
24.52
7.49
11.18

.00
30.16

18.88
13.62
52.75

.00

2.79
15.77

17.75

21.27

Fcalc
30.78
39.51
255
14.97
36.45
31.85
30.68
27.94
2.56
4.96
15.78
253
22.40
12.95
6.88
14.60
14.63
15.56
12.11
39.35
1.80
106.23
70.98
5.62
103.21
20.22
87.88
19.77
35.36
13.47
14.19
25.36
11.73
75.62
50.65
4.90
44.85
7.28
12.78
17.54
23.38
7.21
11.11
2.39
32.08
19.18
14.75
54.98
2.24
2.61
15.45
17.37
22.50

Sigf

14
13
.00
a2
12
13
14
13
13
13
13
13
14
14
14
14
14
13
12
.00
10
.09
10
10
A1
A2
14
13
A2
A1
10
.09
.09
10
A1
a2
13
14
14
a2
1
.00
10
10
10
.10
.00
a2
14
13
a2
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Frel
459
27.46
26.20
14.80
8.76
29.36
18.82
247
2227
37.02
15.77
.00
23.21
3.27
12.06
30.02
4570
11.92
476
20.21
.21
81.39
12.15
75.54
13.10
55.90
47.84
23.43
57.31
29.05
34.65
31.49
41.24
28.24
19.88
10.57
52.56
26.11
26.16
18.38
20.37
6.25
26.48
.00
459
15.11
14.67
2.82
20.27
25.61
10.37
8.27
26.92

Fcalc
524
26.97
27.76
14.53
8.61
30.91
18.78
A7
22.03
35.95
15.50
67
22.91
1.81
11.96
30.83
45.87
11.81
458
19.13
.61
81.23
13.17
77.35
11.73
56.69
4913
24.01
57.23
27.53
33.52
32.67
42.62
29.56
18.75
7.66
53.47
24.79
26.10
18.47
19.99
710
27.46
1.72
4.40
14.94
14.90
4.43
20.04
25.84
10.55
7.65
26.44

Sigf
A1
10
10
10
10
A1
12
13
14
13
12
.00
10
10
10
11
12
13
14
14
11
12
11
11
11
11
12
13
14
14
13
12
11
11
A1
12
13
14
14
13
12
12
12
.00
13
14
14
13
13
12
13
13
14
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Frel
7.31
11.03
22.87
13.25
450
8.40
33.02
28.24
18.21
50.48
5.28
4.32
4.60
28.86
15.88
41.30
5.34
14.59
8.59
13.97
29.23
4.89
61.39
14.22
19.85
44 .85
15.24
7210
14.77
36.36
10.74
60.35
12.18
42.90
15.49
85.79
21.19
14.19
39.04
27.48
18.31
16.32
18.25
4.69
21.32
22.96
43.67
3.04
3.02
6.94
474
11.79
417

Fcalc

8.86
11.89
22.63
12.67

3.26

8.38
33.07
27.88
17.77
49.95

3.26

4.02

450
28.56
16.00
41.88

518
15.52

8.58
13.32
29.21

4.86
60.27
13.95
19.33
4543
15.28
71.69
13.40
36.33
10.26
58.77
11.55
42.88
15.56
88.27
22.42
14.15
39.21
25.95
17.63
16.18
18.38

3.59
21.28
23.19
42.39

2.01

3.00

6.57

510
12.03

4.69
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Frel
554
2.50
8.15
2.18

17.22
517
24.25
17.37
1.16
25.22
9.81
18.53
17.68
.00
61.65
11.82
32.64
26.87
2553
54.48

10.39
43.20
719
46.77
10.44
39.62
20.06
21.51
39.65
64.04
31.55
35.98
6.73
73.80
8.86
27.02
22.24
35.62
9.07
14.51
9.66
21.11
14.53
8.10
5.66
8.73
28.49
3.36
7.52
18.94
16.15
2.71

Fcalc
478
.96
7.80
3.09
16.61
3.99
23.19
16.54
1.80
25.14
9.25
18.15
16.57
1.10
58.31
11.77
31.78
26.90
25.11
52.58
1.51
10.30
42.84
6.79
4591
9.93
390.93
19.81
21.21
38.80
63.08
32.31
35.70
7.04
73.45
9.04
26.65
21.98
35.23
8.45
14.60
9.38
19.63
13.74
8.09
7.76
8.38
28.00
2.35
7.10
18.45
16.09
2.21

Sigf
12
a2
13
14
14
13
13
12
12
13
13
14
14
.00
13
13
13
13
14
14
.00
13
13
14
14
14
14
14
13
13
A2
A2
13
A3
14
13
13
A2

A2

a2
13

13

13
13

A2

A2
13
13
14
14
13
13
a2
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Frel
28.20
15.92

5.59
6.07
19.30
13.10
.00
32.20
30.72
19.32
31.06
4.61
79.76
3.87
32.33
32.19
28.60
22.35
11.99

Fcalc
26.54
15.76

5.33

6.32
18.22
13.33

1.82
31.23
29.33
17.38
29.61

4.51
78.62

2.70
31.75
3242
27.83
21.02
12.56

Sigf

13
13
14
14
13
13
.00
13
14
14
14
13
13
13
14
14
14
14
14
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Frel
2.44
20.32
20.59
22.97
24.34
11.56
26.15
7.50
19.74
9.77
26.79
21.36
6.94
49.98
20.38
42 .41
15.93
5.87
7.44

Fcalc
.95
19.91
19.67
21.75
23.07
10.70
2415
6.87
19.62
8.88
24.84
20.59
4.62
47.74
19.85
41.68
15.27
5.28
6.34

Sigf
13
14
14
14
14
14
14
14
14
14
14
14
14
14
14
14
14
14
14



