Table 3. (supplementary materials) Calculated powder diffraction pattern of hydroxyledgrewite (CuK(1+2 = 1.540598, 1.544426; geometry: Debye-Scherrer, fixed slit, no anomalous dispersion; 
condition:  I > 4)
	h
	k
	l
	2Theta
	dhkl
	Irel
	 
	h
	k
	l
	2Theta
	dhkl
	Irel

	0
	0
	1
	5.836
	15.1320
	4
	
	0
	4
	-5
	39.677
	2.2698
	4

	0
	2
	-1
	15.872
	5.5792
	20
	
	2
	1
	-3
	39.941
	2.2554
	4

	0
	2
	1
	17.909
	4.9490
	4
	
	1
	1
	-7
	44.897
	2.0173
	9

	0
	2
	-2
	17.919
	4.9461
	10
	
	1
	5
	1
	45.771
	1.9808
	6

	1
	0
	2
	21.084
	4.2102
	16
	
	2
	2
	4
	47.667
	1.9063
	52

	0
	2
	2
	21.434
	4.1422
	18
	
	2
	2
	-5
	47.680
	1.9058
	53

	0
	2
	-3
	21.449
	4.1394
	14
	
	1
	1
	7
	47.760
	1.9028
	5

	1
	1
	2
	23.312
	3.8126
	41
	
	1
	3
	-7
	48.063
	1.8915
	4

	0
	0
	4
	23.498
	3.7830
	7
	
	2
	4
	-1
	48.099
	1.8902
	35

	1
	2
	0
	23.698
	3.7515
	9
	
	2
	4
	1
	49.670
	1.8340
	11

	1
	2
	-1
	23.701
	3.7510
	5
	
	2
	4
	-3
	49.681
	1.8336
	7

	1
	1
	-3
	25.129
	3.5410
	32
	
	0
	6
	1
	50.478
	1.8066
	12

	1
	2
	1
	25.132
	3.5405
	3
	
	0
	6
	-4
	50.499
	1.8059
	12

	1
	2
	-3
	27.807
	3.2057
	4
	
	1
	3
	6
	50.580
	1.8031
	14

	1
	1
	-4
	29.348
	3.0409
	27
	
	1
	5
	3
	50.931
	1.7915
	10

	1
	3
	-1
	29.471
	3.0285
	100
	
	1
	5
	-6
	52.663
	1.7366
	8

	0
	0
	5
	29.491
	3.0264
	11
	
	0
	4
	6
	53.199
	1.7204
	9

	1
	3
	0
	29.768
	2.9989
	24
	
	0
	4
	-8
	53.237
	1.7192
	7

	0
	2
	4
	30.872
	2.8941
	16
	
	1
	3
	-8
	53.250
	1.7188
	8

	0
	2
	-5
	30.891
	2.8924
	14
	
	2
	4
	-5
	54.213
	1.6906
	5

	1
	3
	1
	31.227
	2.8620
	28
	
	0
	0
	9
	54.535
	1.6813
	33

	0
	4
	-1
	31.491
	2.8386
	7
	
	3
	1
	0
	54.935
	1.6701
	5

	1
	1
	4
	31.679
	2.8222
	78
	
	0
	6
	3
	55.672
	1.6497
	20

	1
	3
	-3
	32.367
	2.7638
	65
	
	0
	6
	-6
	55.707
	1.6487
	21

	0
	4
	1
	33.688
	2.6583
	11
	
	3
	1
	2
	56.728
	1.6214
	6

	0
	4
	-3
	33.704
	2.6571
	9
	
	1
	3
	-9
	58.804
	1.5690
	4

	1
	3
	2
	33.714
	2.6564
	31
	
	1
	7
	-2
	59.841
	1.5443
	18

	1
	1
	-5
	34.147
	2.6236
	55
	
	3
	3
	-1
	59.943
	1.5419
	5

	2
	0
	0
	35.400
	2.5336
	11
	
	3
	1
	4
	61.232
	1.5125
	5

	1
	2
	4
	35.699
	2.5131
	17
	
	3
	3
	-3
	61.648
	1.5033
	5

	1
	2
	-5
	35.715
	2.5120
	17
	
	1
	3
	8
	61.681
	1.5026
	6

	1
	4
	-1
	36.244
	2.4765
	24
	
	3
	1
	-5
	62.751
	1.4795
	4

	2
	1
	0
	36.332
	2.4707
	12
	
	3
	2
	4
	63.746
	1.4588
	7

	1
	1
	5
	36.700
	2.4468
	5
	
	3
	2
	-5
	63.757
	1.4586
	6

	1
	3
	3
	37.045
	2.4248
	8
	
	3
	4
	-1
	64.103
	1.4515
	4

	2
	1
	2
	38.766
	2.3210
	7
	
	1
	3
	-10
	64.708
	1.4394
	5


