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TABLE4. List of the squared structure factors (calculated and observed) for the selected crystals (to

be deposited)

Crystal gyp_xxa_2p7 (5.35 GPa)

A OWONPFPMAAONMNPOPMMWONPEPRAWONMPOORAWNPERPORWONMPOORAWNPERPORMMWONMPOORMWNMNEDNEO
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10
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11
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Fc?

8177.16
0.00
8361.77
385.96
1.01
1006.42
1.42
8.40
1386.12
7.50
190.03
1.75
469.48
0.15
181.10
3.41
58.33
1.77
46.00
380.12
28.49
5461.81
0.00
1554.40
0.00
417.13
0.46
927.65
9.11
82.70
1611.91
151
1706.40
6.60
835.88
2381.82
16.62
231.29
0.11
285.65
15.583
4.71
0.63
6.80
174.41
5.22
5.71
4.56

Fo?

8360.52
0.00
8897.75
402.84
0.98
1038.81
1.44
8.15
1595.49
7.74
195.00
1.78
475.29
0.16
187.38
3.53
59.70
1.78
46.56
398.37
29.14
5568.37
0.00
1579.61
0.00
433.16
0.46
953.37
9.21
83.20
1674.67
1.52
1688.92
6.57
846.65
2500.06
16.88
239.03
0.11
296.97
15.82
4.56
0.67
6.70
220.28
5.24
5.78
4.51
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461.91
0.31
1616.86
0.03
59.61
6.41
151
965.35
0.69
768.57
1.78
11.88
463.68
2.87
2753.25
622.77
1.70
133.04
15.08
10796.31
0.20
12711.93
221.18
0.00
1.12
3.83
0.31
0.01
47412
1.33
2841.56
9.17
1372.84
4.24
15509.97
3.34
7216.12
0.16
9.22
8.86
28.46
1.00
895.74
39.29
7200.87
8.52
57.34
1.13
0.06
26.20
14.75
873.65
111
43.83
5.87
2405.93

479.51
0.32
1773.61
0.04
62.50
6.49
1.50
1010.36
0.70
793.10
1.83
12.05
481.72
291
2667.64
579.89
1.64
125.84
14.56
10082.48
0.20
13794.98
210.83
0.01
1.13
3.71
0.16
0.03
465.16
1.29
2733.88
8.97
1343.72
4.12
12725.38
3.27
6682.61
0.16
9.02
8.43
27.94
0.99
882.60
37.90
7067.14
8.31
56.75
1.10
0.08
25.52
14.78
881.09
1.12
45.78
5.83
2497.14
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PR RPRRPRRRPRPRRPRPRRPRRPRPRPRRPRRRPRRPRPRRPRRRPRRPRPRRPRRRPRRPRRPRREPRRREPRRPRRPRRPRPRRREPRRERRER

1.04
77.60
7.11
3.82
483.79
4.09
1958.02
1.73
0.70
0.02
188.18
2.59
0.30
1017.06
0.45
2059.41
27.52
484.26
3.26
331.59
0.10
123.30
57.57
0.57
437.55
1.30
30.26
0.56
130.32
111
0.26
0.50
1642.88
0.67
4275.11
27.42
683.93
2.99
1399.66
2.00
2.46
30.97
0.39
1775.62
11.62
116.82
9.88
148.27
721.16
17.40
375.74
1.26
736.98
3.88
48.95
0.05

1.04
76.98
7.10
3.78
486.39
4.03
1994.11
1.72
0.70
0.03
188.35
2.57
0.30
1007.02
0.45
2078.47
27.51
490.26
3.22
334.63
0.09
122.89
56.59
0.56
436.66
1.23
30.17
0.56
131.07
112
0.26
0.50
2880.96
0.65
3762.31
27.25
694.01
3.01
1408.76
1.95
2.51
31.06
0.40
1839.21
11.75
119.87
10.02
150.04
728.49
17.53
386.39
1.27
1261.29
3.93
50.26
0.05
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1.24
5.33
0.54
12.31
4.44
178.14
1.13
0.55
24.01
27.14
174.53
1.26
594.97
1.14
174.66
0.33
10.78
8.19
888.86
681.41
0.28
16.03
537.07
0.04
178.62
0.12
257.36
2.24
73.91
7.28
99.03
0.25
425.56
52.51
0.58
19.08
5.30
6453.30
2.46
611.48
2.15
31.25
2.67
1.56
0.19
2067.29
4.79
672.03
2.52
1.03
1659.79
9.21
6543.15
3.06
7171.54
7.45

1.23
5.40
0.53
12.34
451
183.50
1.13
0.54
24.38
27.61
180.41
1.27
615.92
1.15
181.85
0.34
11.16
8.37
924.01
912.07
0.28
15.66
527.70
0.05
177.85
0.11
384.26
2.18
74.37
7.32
98.44
0.25
438.10
51.83
0.58
19.76
5.34
5122.08
2.47
636.15
2.06
31.60
2.74
1.58
0.19
2138.89
4.85
694.79
2.54
1.04
1687.99
9.40
6754.94
3.17
6767.32
7.68
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10
10
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NNNNNPNNDNONNDNNNNNNDRNONNNNNNDPNODNNNNNDNDNDNDNNNDNDRNODRNNNDNNDNNNDNNNNDNNNDNDRNNNDNNNNNDNDNNNNNNDNNDDNDNDNDDN

616.77
1.78
138.75
9.77
183.12
26.90
108.37
0.03
191.06
3.97
57.86
2.31
2936.65
1.14
1341.89
1.77
2174.42
0.03
1765.30
0.34
0.05
0.89
74.80
1.80
42.69
22.99
29.39
2.37
343.34
0.87
39.46
6.25
194.36
0.62
70.83
8.22
109.68
1.30
268.28
0.26
9.42
4.32
58.61
4.43
675.64
1.26
253.89
0.08
1060.49
0.01
523.19
3.03
359.96
0.11
739.45
6.39

635.10
1.82
139.27
9.62
191.32
27.72
112.31
0.03
202.24
3.97
59.31
2.35
2923.98
1.15
1398.97
1.82
1912.23
0.03
1596.07
0.35
0.06
0.91
78.32
1.79
44.72
24.10
30.78
2.45
364.46
0.89
41.26
6.53
203.47
0.64
77.43
8.72
118.29
1.34
288.62
0.29
10.41
4.65
60.95
4.65
710.70
1.29
269.28
0.10
1143.27
0.01
557.11
3.12
382.15
0.12
932.51
6.81
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1.71
0.14
1037.49
0.16
810.35
1.62
0.86
676.23
12.40
1297.44
0.63
0.33
623.36
6.22
482.56
0.02
1847.94
3.50
4662.61
1.73
0.00
86.33
0.01
242.92
1.82
75.40
0.58
226.90
4.12
550.42
2.76
360.44
0.96
1167.45
0.88
4.92
9.13
2.05
67.60
0.16
52.23
0.01
50.54
0.72
6.28
262.09
0.33
812.22
1.39
1641.51
0.34
246.22
6.75
0.00
35.33
6.86

1.65
0.12
1110.19
0.17
910.79
1.67
0.85
528.32
13.11
1078.86
0.66
0.33
656.48
6.38
281.79
0.03
1896.17
3.66
4547.96
1.74
0.00
85.30
0.00
246.99
1.90
78.08
0.56
234.70
4.23
680.50
2.82
389.44
1.00
1641.05
0.95
4.63
8.95
2.13
69.11
0.16
58.33
0.01
52.03
0.79
6.49
275.19
0.35
857.52
1.46
1605.49
0.35
233.48
6.42
0.01
33.97
6.45
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194.99
2.13
122.73
0.29
0.37
804.23
3.32
731.30
4.84
4038.90
3.45
2.36
114.95
5.24
242.46
0.07
100.64
67.39
16.99
1244.55
1.17
199.12
150.03
1.96
9.06
0.02
0.35
5.91
0.82
2.61
1824.38
33.47
4.76
53.79
0.66
60.02
0.06
80.49
48.08
4.06
14.40
0.49
182.82
0.04
813.99
6.63
646.16
8.02
1699.48
252.66
0.08
93.01
4.15
17.98
0.25
30.80

187.55
2.05
116.84
0.29
0.35
753.34
3.21
698.40
4.50
3226.87
3.26
2.17
108.87
4.95
229.11
0.08
96.58
62.40
15.91
564.63
112
201.02
147.06
1.97
9.20
0.03
0.35
5.76
0.83
2.67
1925.61
32.85
4.98
57.34
0.67
62.83
0.06
86.96
51.34
4.27
14.92
0.50
193.67
0.04
853.35
6.82
690.23
8.62
2059.99
261.89
0.08
99.88
4.10
17.80
0.26
32.00
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Crystal gyp_xxa_p9 (6.74 GPa)
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4.82
27.56
2.87
1176.95
0.04
961.85
0.00
435.61
0.93
17.40
6.37
18.26
0.04
41.89
0.43
1.54
71.95
4.36
0.40
332.76
0.16
0.01
471.14
0.75
4.40
0.00
425.34

Fc?

2364.57
1357.14
68.52
3.12
0.64
6.12
19.05
0.09
8851.14
7.10
220.42
1.72
4.11
1145.32
2.64
28.41
323.91
0.89
473.42
0.14
13.93
91.44

4.88
27.52
3.09
1411.74
0.03
1043.98
0.00
456.79
0.97
18.45
6.71
19.76
0.03
44.20
0.43
1.58
76.29
4.35
0.40
356.31
0.16
0.01
494.40
0.77
4.38
0.01
426.41

Fo?

2278.00
1315.62
67.35
2.84
0.64
5.77
19.02
0.09
8614.82
6.84
208.83
1.63
3.98
1122.34
2.43
26.71
316.59
0.89
427.07
0.11
12.88
90.06
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1.53
81.20
0.27
1506.31
0.17
1246.43
13.11
5.70
834.39
267.96
1.36
13.45
8.98
2.34
0.04
3.82
0.92
3.04
41.35
1.75
2981.24
0.00
1.18
940.18
0.51
23.86
0.16
0.14
41.27
9.10
10930.17
5.51
734.73
0.43
2428.82
381.58
0.59
5.10
9.23
512.38
0.60
1254.31
0.04
0.00
2902.95
6.11
2.19
7417.15
0.79
401.04
4.73
8.13
44.52
6.23
75.11
0.27

1.63
81.69
0.28
371.19
0.17
1229.58
12.26
5.58
753.47
266.43
1.43
12.77
8.22
2.49
0.05
4.18
0.89
3.23
40.34
1.65
2786.30
0.00
1.22
745.49
0.51
22.71
0.17
0.11
2.19
8.79
8532.93
5.81
780.51
0.39
1694.39
402.02
0.62
5.15
9.03
541.98
0.64
303.38
0.05
0.00
2738.63
6.63
2.29
10389.77
0.81
421.63
4.83
8.64
49.78
6.32
82.79
0.30
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1.56
28.54
15.98

2801.87

0.53
79.16
16.53

0.82

521.73
0.06
247.49
191
1014.29

2.09
75.74

0.09

1.64

0.01

1675.01
7.96
2.08

186.28

1312.11

6035.64

1078.98

6677.61

1305.22

25.00

7.01

1237.36

13.68

0.79

2088.77

2.00
30.91

0.46

0.08
95.29

0.06

240.97
2686.49
0.85
840.09
0.03
894.82
107.85
2.66
105.24
9.30
471.85

2.34
83.95

0.76

1.06

9.82

2.23

1.69
29.12
16.03

3053.23

0.59
80.69
18.35

0.97

581.52
0.06
272.18
2.04
1097.36

2.39
89.75

0.13

1.65

0.01

1865.99
8.25
2.19

197.45

1405.60

6677.22

1171.91

7117.64

1421.22

25.67

7.37

1193.67

14.36

0.85

1869.81

2.13
32.85

0.44

0.11
96.30

0.05

249.20
2755.62
0.89
888.28
0.02
947.43
113.93
2.76
108.16
9.37
512.55

2.40
93.82

0.77

1.09
10.90

2.36
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0.78
17.61
0.19
51.49
38.21
1.49
1.54
801.54
8.70
0.04
0.22
0.50
1612.19
474.34
2.34
269.51
170.72
18.92
10.17
56.22
0.46
3387.63
1967.90
0.62
4.27
1.84
491.33
34.25
119.39
2.23
16.24
8.64
0.01
0.03
3.88
3151
0.66
166.66
1551.79
2.58
1003.42
0.03
132.59
1.18
1226.38
2.65
1.33
1142.06
0.00
921.46
251
1155.15
0.01
812.56
5.24
37.41

0.76
18.48
0.22
59.02
42.02
1.56
1.44
887.70
9.07
0.02
0.22
0.55
423.43
539.39
2.55
303.51
191.18
20.19
10.83
61.09
0.40
3795.29
2183.41
0.64
4.38
1.97
552.80
35.63
135.76
2.25
17.98
9.27
0.01
0.05
4.32
33.94
0.71
187.38
1742.08
2.68
1131.90
0.03
144.93
1.28
1361.01
2.95
1.44
1287.81
0.00
1049.13
2.50
1176.69
0.01
810.57
4.99
35.31
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0.03
168.90
0.68
1770.87
12.89
509.71
4.56
1393.01
0.95
109.05
0.27
1.03
26.00
4.16
61.51
6.75
582.18
0.14
30.77
2.43
7.75
4.77
79.70
0.06
40.31
229.76
0.26
229.54
154.28
0.78
250.64
1.09
2362.45
150.23
427.58
0.62
0.10
857.75
5.43
145.32
0.11
2.01
2074.88
19.22
523.07
231
327.83
0.95
45.50
40.32
3.63
83.25
143.07
0.61
74.72
0.39

0.03
171.25
0.66
1799.54
12.59
520.86
4.49
1432.81
0.92
112.92
0.26
1.01
27.22
4.00
60.90
6.43
568.85
0.14
30.55
2.23
7.67
4.21
76.47
0.04
38.13
225.82
0.18
204.82
143.04
0.76
243.30
1.10
2248.05
147.43
413.44
0.62
0.12
837.56
5.63
136.94
0.10
2.08
1991.50
17.31
503.44
2.48
309.03
1.02
44.24
37.45
3.42
81.54
132.17
0.60
71.08
0.42
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0.02
50.91
4.53
68.84
0.02
566.70
73.14
1.61
255.56
0.58
150.93
0.08
2.34
761.78
1765.18
0.05
652.11
0.46
0.68
32.59
0.03
1067.62
0.05
39.49
0.64
6.76
2.04
0.07
13.10
2.56
10.92
0.00
2.52
1.84
1662.58
333.45
0.32
324.43
0.67
0.33
0.63
71.46
0.14
13.45
430.58
1225.11
0.66
886.38
8.54
3.07
0.11
646.50
0.12
33.82
49.69
3.20

0.02
46.84
4.89
66.85
0.02
554.43
71.47
1.70
238.86
0.62
142.24
0.09
2.34
721.32
1712.60
0.05
633.11
0.43
0.65
28.94
0.03
1041.28
0.03
38.27
0.66
6.32
2.13
0.07
12.56
2.68
11.47
0.00
2.69
1.68
1591.34
322.30
0.32
316.24
0.70
0.33
0.60
70.09
0.14
12.58
412.77
1168.31
0.67
852.69
17.77
2.93
0.12
642.79
0.11
34.77
49.60
3.21
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10.05
18.04
0.00
9.11
67.68
2.29
523.85
0.25
54.89
5.74
0.27
0.34
41.74
0.11
13.82
4.68

10.14
18.03
0.00
8.97
69.77
2.29
550.40
0.25
55.19
5.83
0.26
0.34
42.32
0.10
14.02
4.57



