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Supplementary Table S1. Powder X-ray data (d in Å) for shinarumpite. Only calculated lines with I ≥ 1.5 are listed.
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	Iobs
	dobs
	dcalc
	Icalc
	hkl

	100
	10.37
	10.4560
	100
	 2 0 0
	
	
	
	2.8406
	2
	-4 2 1
	
	7
	1.9866
	2.0088
	4
	 5 3 0

	16
	6.61
	6.5275
	16
	 1 1 0
	
	14
	2.848
	2.8372
	12
	-7 0 2
	
	
	
	1.9948
	2
	-9 0 4

	26
	6.39
	6.3400
	21
	-1 0 2
	
	6
	2.770
	2.7879
	3
	-3 1 4
	
	
	
	1.9918
	3
	 5 1 5

	
	
	6.0562
	5
	 0 1 1
	
	
	
	2.7643
	4
	 4 2 1
	
	
	
	1.9819
	3
	 2 2 5

	14
	5.95
	5.9394
	16
	 1 0 2
	
	
	
	2.7396
	4
	-7 1 1
	
	
	
	1.9764
	2
	-4 2 5

	
	
	5.9045
	2
	-1 1 1
	
	
	
	2.7005
	4
	-5 0 4
	
	
	
	1.9669
	2
	 4 3 2

	43
	5.73
	5.7731
	8
	-2 0 2
	
	7
	2.689
	2.6808
	7
	-1 2 3
	
	
	
	1.9440
	2
	10 1 1

	
	
	5.7420
	2
	 2 1 0
	
	
	
	2.6407
	2
	-2 2 3
	
	
	
	1.9023
	2
	 4 0 6

	
	
	5.7336
	42
	 1 1 1
	
	
	
	2.6385
	2
	-5 2 1
	
	6
	1.8831
	1.8947
	2
	-10 1 3

	
	
	5.3701
	2
	-2 1 1
	
	14
	2.626
	2.6320
	4
	 1 2 3
	
	
	
	1.8833
	2
	-11 0 2

	70
	5.20
	5.2280
	58
	 4 0 0
	
	
	
	2.6227
	2
	 7 1 1
	
	
	
	1.8726
	2
	 6 2 4

	
	
	5.2028
	15
	 2 0 2
	
	
	
	2.6163
	4
	 5 1 3
	
	
	
	1.8674
	3
	-1 3 4

	
	
	5.1201
	11
	 2 1 1
	
	
	
	2.6140
	6
	 8 0 0
	
	12
	1.8549
	1.8529
	3
	-10 0 4

	23
	4.98
	5.0187
	20
	-3 0 2
	
	8
	2.591
	2.5949
	2
	 7 0 2
	
	
	
	1.8452
	3
	 1 3 4

	
	
	4.8933
	10
	 3 1 0
	
	
	
	2.5865
	2
	 3 1 4
	
	
	
	1.8430
	5
	-11 1 1

	31
	4.70
	4.7014
	25
	-3 1 1
	
	
	
	2.5629
	6
	-3 2 3
	
	8
	1.8318
	1.8315
	3
	-3 3 4

	
	
	4.6876
	2
	 0 1 2
	
	4
	2.543
	2.5498
	2
	 2 2 3
	
	
	
	1.8219
	3
	-9 2 3

	11
	4.45
	4.4672
	7
	 3 0 2
	
	
	
	2.5193
	4
	-5 2 2
	
	9
	1.8110
	1.8176
	4
	 7 3 0

	
	
	4.4523
	3
	 3 1 1
	
	
	
	2.4570
	2
	-4 2 3
	
	
	
	1.8147
	2
	 0 2 6

	
	
	4.4200
	2
	-2 1 2
	
	
	
	2.4408
	4
	 3 2 3
	
	
	
	1.8027
	3
	 6 3 2

	
	
	4.0695
	2
	-4 1 1
	
	4
	2.430
	2.4170
	5
	-1 1 5
	
	17
	1.7738
	1.7800
	5
	 7 1 5

	16
	3.857
	3.8541
	11
	 4 1 1
	
	
	
	2.4125
	2
	 5 0 4
	
	
	
	1.7784
	3
	-2 1 7

	16
	3.688
	3.7057
	17
	-5 0 2
	
	10
	2.349
	2.3580
	5
	 1 1 5
	
	
	
	1.7707
	7
	 3 3 4

	
	
	3.6476
	2
	-4 1 2
	
	
	
	2.3534
	2
	 8 1 1
	
	
	
	1.7694
	5
	-9 1 5

	11
	3.574
	3.6293
	12
	 0 1 3
	
	
	
	2.3518
	4
	-3 1 5
	
	
	
	1.7675
	2
	11 0 2

	
	
	3.5726
	2
	 5 1 0
	
	
	
	2.3337
	4
	-5 2 3
	
	6
	1.7446
	1.7578
	2
	-8 0 6

	
	
	3.5386
	8
	-2 1 3
	
	
	
	2.3297
	4
	-2 2 4
	
	
	
	1.7467
	2
	-5 3 4

	
	
	3.5334
	2
	-5 1 1
	
	
	
	2.2767
	4
	 1 3 0
	
	
	
	1.7427
	2
	12 0 0

	19
	3.505
	3.5179
	18
	 1 1 3
	
	
	
	2.2708
	2
	-9 0 2
	
	
	
	1.7392
	2
	10 1 3

	
	
	3.4853
	4
	 6 0 0
	
	
	
	2.2466
	2
	 2 2 4
	
	
	
	1.7369
	3
	-4 1 7

	
	
	3.4354
	10
	 0 2 0
	
	
	
	2.2336
	3
	 6 0 4
	
	5
	1.7068
	1.7138
	3
	 2 1 7

	24
	3.380
	3.3564
	24
	 5 1 1
	
	
	
	2.2280
	2
	-8 1 3
	
	
	
	1.7025
	4
	 0 4 1

	
	
	3.3513
	3
	 4 1 2
	
	9
	2.208
	2.2104
	2
	-9 1 1
	
	10
	1.6925
	1.6965
	2
	-8 3 2

	30
	3.326
	3.3284
	8
	 2 1 3
	
	
	
	2.2047
	2
	 8 1 2
	
	
	
	1.6950
	3
	 2 4 0

	
	
	3.3184
	15
	 0 2 1
	
	
	
	2.1989
	5
	 3 1 5
	
	
	
	1.6845
	2
	-2 4 1

	
	
	3.2622
	4
	 1 2 1
	
	12
	2.183
	2.1889
	9
	-5 1 5
	
	5
	1.6662
	1.6610
	2
	 5 3 4

	21
	3.211
	3.2254
	9
	-1 0 4
	
	
	
	2.1758
	5
	 3 3 0
	
	
	
	1.6598
	2
	-3 4 1

	
	
	3.2058
	3
	 0 0 4
	
	
	
	2.1568
	4
	 0 3 2
	
	11
	1.6303
	1.6326
	2
	 8 3 2

	
	
	3.1907
	11
	-2 2 1
	
	
	
	2.1540
	2
	-1 3 2
	
	
	
	1.6311
	4
	 9 3 0

	
	
	3.1700
	6
	-2 0 4
	
	11
	2.139
	2.1372
	3
	 0 0 6
	
	
	
	1.6262
	2
	-4 4 1

	23
	3.137
	3.1358
	13
	 2 2 1
	
	
	
	2.1306
	4
	 9 1 1
	
	
	
	1.6245
	2
	-1 2 7

	
	
	3.1296
	5
	-4 1 3
	
	
	
	2.1289
	3
	-2 3 2
	
	6
	1.6095
	1.6114
	3
	-3 2 7

	
	
	3.1149
	6
	 1 0 4
	
	11
	2.098
	2.1074
	2
	 9 0 2
	
	
	
	1.6039
	2
	-7 1 7

	
	
	3.1083
	2
	 6 1 0
	
	
	
	2.0962
	6
	 2 3 2
	
	
	
	1.5945
	2
	-1 4 3

	
	
	3.0503
	3
	-3 0 4
	
	
	
	2.0912
	2
	10 0 0
	
	5
	1.5650
	1.5686
	3
	-3 4 3

	7
	3.026
	3.0205
	6
	-1 2 2
	
	15
	2.063
	2.0703
	4
	-7 2 3
	
	
	
	1.5626
	2
	-5 2 7

	19
	2.952
	2.9738
	4
	 1 2 2
	
	
	
	2.0641
	4
	-4 0 6
	
	11
	1.5410
	1.5486
	2
	-8 1 7

	
	
	2.9515
	13
	 6 1 1
	
	
	
	2.0551
	3
	 0 2 5
	
	
	
	1.5392
	3
	-10 2 5

	
	
	2.9228
	3
	 6 0 2
	
	
	
	2.0531
	4
	-2 2 5
	
	
	
	1.5352
	2
	 7 3 4

	
	
	2.9197
	2
	-1 1 4
	
	10
	2.022
	2.0263
	3
	-6 2 4
	
	6
	1.5154
	1.5191
	2
	13 0 2

	
	
	2.9051
	2
	 0 1 4
	
	
	
	2.0240
	2
	 8 2 1
	
	
	
	1.5111
	2
	 6 1 7

	
	
	2.8710
	4
	 4 2 0
	
	
	
	2.0219
	2
	-4 3 2
	
	
	
	
	
	





