Table 2. (supplementary materials) Calculated powder diffraction pattern of edgrewite (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
	5.834
	15.1377
	4
	
	2
	1
	2
	38.755
	2.3217
	7

	0
	2
	-1
	15.866
	5.5811
	21
	
	1
	1
	-7
	44.878
	2.0181
	9

	0
	2
	1
	17.905
	4.9501
	5
	
	1
	5
	1
	45.759
	1.9813
	6

	0
	2
	-2
	17.912
	4.9482
	11
	
	2
	2
	4
	47.652
	1.9069
	53

	1
	0
	2
	21.078
	4.2116
	16
	
	2
	2
	-5
	47.661
	1.9065
	54

	0
	2
	2
	21.430
	4.1432
	18
	
	1
	1
	7
	47.744
	1.9034
	5

	0
	2
	-3
	21.440
	4.1413
	14
	
	2
	4
	-1
	48.083
	1.8908
	36

	1
	1
	2
	23.306
	3.8137
	42
	
	2
	4
	1
	49.655
	1.8345
	11

	0
	0
	4
	23.489
	3.7844
	8
	
	2
	4
	-3
	49.663
	1.8343
	7

	1
	2
	0
	23.691
	3.7525
	10
	
	0
	6
	1
	50.465
	1.8070
	12

	1
	2
	-1
	23.693
	3.7522
	5
	
	0
	6
	-4
	50.479
	1.8065
	12

	1
	1
	-3
	25.119
	3.5424
	33
	
	1
	3
	6
	50.566
	1.8036
	14

	1
	2
	-3
	27.796
	3.2070
	4
	
	1
	5
	3
	50.919
	1.7919
	10

	1
	1
	-4
	29.336
	3.0420
	28
	
	1
	5
	-6
	52.640
	1.7373
	8

	1
	3
	-1
	29.461
	3.0294
	100
	
	0
	4
	6
	53.185
	1.7208
	9

	0
	0
	5
	29.480
	3.0275
	11
	
	0
	4
	-8
	53.211
	1.7200
	8

	1
	3
	0
	29.759
	2.9997
	24
	
	1
	3
	-8
	53.226
	1.7196
	9

	0
	2
	4
	30.864
	2.8949
	16
	
	2
	4
	-5
	54.191
	1.6912
	5

	0
	2
	-5
	30.877
	2.8937
	14
	
	0
	0
	9
	54.513
	1.6820
	34

	1
	3
	1
	31.219
	2.8627
	29
	
	3
	1
	0
	54.917
	1.6705
	6

	0
	4
	-1
	31.481
	2.8395
	7
	
	0
	6
	3
	55.658
	1.6501
	21

	1
	1
	4
	31.669
	2.8231
	79
	
	0
	6
	-6
	55.682
	1.6494
	21

	1
	3
	-3
	32.354
	2.7648
	65
	
	3
	1
	2
	56.710
	1.6219
	7

	0
	4
	1
	33.680
	2.6590
	11
	
	1
	7
	-2
	59.820
	1.5448
	19

	0
	4
	-3
	33.691
	2.6581
	9
	
	3
	3
	-1
	59.923
	1.5424
	5

	1
	3
	2
	33.705
	2.6570
	31
	
	3
	1
	4
	61.212
	1.5130
	5

	1
	1
	-5
	34.133
	2.6247
	55
	
	3
	3
	-3
	61.626
	1.5038
	5

	2
	0
	0
	35.389
	2.5344
	11
	
	1
	3
	8
	61.661
	1.5030
	6

	1
	2
	4
	35.689
	2.5138
	17
	
	3
	1
	-5
	62.729
	1.4800
	4

	1
	2
	-5
	35.700
	2.5130
	18
	
	3
	2
	4
	63.725
	1.4592
	7

	1
	4
	-1
	36.233
	2.4773
	24
	
	3
	2
	-5
	63.733
	1.4591
	7

	2
	1
	0
	36.321
	2.4715
	12
	
	3
	4
	-1
	64.081
	1.4520
	4

	1
	1
	5
	36.688
	2.4476
	5
	
	1
	3
	-10
	64.677
	1.4400
	5

	1
	3
	3
	37.036
	2.4254
	8
	
	
	
	
	
	
	


