Table S1.

Observed and calculated structure factors for pyracmonite

h k 1 10Fo
-2 3-11 293
-1 4-11 244
-3 5-11 231
-5 6-11 215
-2 6-11 341
-4 7-11 257
-1 7-11 254
-6 8-11 282
-3 8-11 343
-5 9-11 330

0 1-10 137
-2 2-10 393
-1 3-10 552
-3 4-10 799

0 4-10 440
-5 5-10 260
-2 5-10 639
-4 6-10 477
-1 6-10 144
-6 7-10 312
-3 7-10 366

0 7-10 30
-8 8-10 368
-5 8-10 641
-2 8-10 328
-7 9-10 534
-4 9-10 508
-1 9-10 600
-9 10-10 646
-6 10-10 523
-3 10-10 468

0 10-10 864
-8 11-10 247
-5 11-10 397
-2 11-10 527
-7 12-10 185
-1 2 -9 315
-2 4 -9 696
-4 5 -9 411
-1 5 -9 293
-3 6 -9 353
-5 7 -9 526
-2 7 -9 270
-7 8 -9 91
-4 8 -9 357
-1 8 -9 202
-6 9 -9 213
-3 9 -9 84

10Fc

308
250
214
213
359
243
257
286
353
345
165
415
586
777
453
300
631
502
148
316
376

22
298
615
345
512
526
585
655
502
509
871
254
410
524
171
325
721
379
315
341
529
293

93
348
209
228
104
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h k

-7
-4
-1
-12
-9
-6
-3
-11
-8
-5
-1
-3
-2
-4
-1
-6
-3
-5
-2
-7
-4
-1
-9
-6
-3
-8
-5
-2
-10
-7
-4
-1
-12
-9
-6
-3
-11
-8
-5
-2
-13
-10
-7
-4
-1
-12
-9
-6

13
13
13
14
14

1l 10Fo
-8 445
-8 552
-8 514
-8 358
-8 402
-8 385
-8 388
-8 254
-8 143
-8 319
-7 528
-7 957
-7 911
-7 567
-7 305
-7 435
-7 226
-7 589
-7 519
-7 253
-7 272
-7 141
-7 420
-7 215
-7 231
-7 506
-7 237
-7 153
-7 174
-7 564
-7 413
-7 333
-7 340
-7 268
-7 207
-7 309
-7 315
-7 312
-7 324
-7 448
-7 291
-7 122
-7 164
-7 140
-7 176
-7 163
-7 165
-7 257

10Fc

418
560
501
332
398
351
399
261
154
295
551
948
946
538
343
423
200
626
573
250
247
168
402
227
252
499
232
159
207
556
379
294
326
229
233
281
297
315
329
438
236

80
191
128
162
167
136
244
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h k
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0
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-13
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-1
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-3
-8
-5
-2
-7
-4
-1
-9
-6
-3
-11
-8
-5
-2
-10
-7
-4
-1
-12
-9
-6
-3
-14
-11
-8

1l 10Fo
-6 677
-6 639
-6 410
-6 863
-6 263
-6 557
-6 522
-6 471
-6 444
-6 303
-6 494
-6 500
-6 331
-6 192
-6 292
-5 702
-5 784
-5 169
-5 536
-5 752
-5 535
-5 447
-5 719
-5 919
-5 415
-5 841
-5 468
-5 514
-5 117
-5 153
-5 697
-5 616
-5 529
-5 154
-5 597
-5 604
-5 351
-5 240
-5 213
-5 285
-5 405
-5 639
-5 424
-5 369
-5 500
-5 120
-5 179
-5 464

10Fc

705
654
387
834
312
525
486
447
448
292
491
480
346
128
285
688
792
201
507
722
545
474
722
929
421
851
515
569
104
185
655
633
526
137
591
596
326
257
229
283
399
595
397
375
537
124
180
442
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-15
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-3
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