	Table S2. Calculated X-ray powder diffraction data for heflikite (CuK(1+2 = 1.540598 Å, Debye-Scherrer geometry, no anomalous dispersion, Icalc. > 1).

	 dcalc. (Å)
	Icalc. 
	h
	k
	l
	
	 dcalc. (Å)
	Icalc. 
	h
	k
	l

	9.232
	5.95
	0
	0
	1
	
	1.696
	3.52
	-2
	0
	6

	7.992
	5.76
	-1
	0
	1
	
	1.677
	2.32
	-3
	0
	6

	5.109
	1.81
	1
	0
	1
	
	1.655
	1.15
	1
	0
	5

	5.030
	17.22
	-1
	0
	2
	
	1.654
	9.90
	-1
	3
	3

	4.840
	4.50
	0
	1
	1
	
	1.650
	8.30
	-5
	1
	1

	4.652
	3.56
	1
	1
	0
	
	1.649
	3.15
	4
	2
	0

	4.616
	2.45
	0
	0
	2
	
	1.645
	8.82
	-1
	0
	6

	4.049
	9.80
	2
	0
	0
	
	1.644
	2.37
	2
	1
	4

	3.996
	7.40
	-2
	0
	2
	
	1.639
	4.80
	1
	2
	4

	3.800
	4.67
	1
	1
	1
	
	1.636
	1.68
	-5
	1
	4

	3.583
	2.08
	0
	1
	2
	
	1.635
	1.72
	2
	3
	1

	3.513
	40.99
	-2
	1
	1
	
	1.634
	13.20
	-4
	2
	4

	3.434
	3.21
	1
	0
	2
	
	1.631
	4.43
	3
	2
	2

	3.298
	3.18
	2
	1
	0
	
	1.626
	1.44
	-2
	1
	6

	3.238
	14.53
	2
	0
	1
	
	1.613
	4.17
	0
	3
	3

	3.077
	2.15
	0
	0
	3
	
	1.594
	8.35
	-3
	3
	1

	2.939
	1.06
	1
	1
	2
	
	1.592
	8.27
	-4
	0
	6

	2.933
	19.30
	-3
	0
	2
	
	1.589
	6.27
	1
	1
	5

	2.913
	100.00
	-1
	1
	3
	
	1.558
	1.84
	5
	1
	0

	2.842
	40.78
	0
	2
	0
	
	1.557
	5.50
	4
	1
	2

	2.813
	12.47
	2
	1
	1
	
	1.544
	2.92
	-3
	3
	3

	2.706
	31.01
	0
	1
	3
	
	1.517
	1.08
	-4
	2
	5

	2.699
	13.74
	3
	0
	0
	
	1.474
	1.28
	-5
	2
	1

	2.681
	22.60
	1
	2
	0
	
	1.469
	1.34
	2
	2
	4

	2.664
	2.66
	-3
	0
	3
	
	1.467
	3.22
	-6
	0
	4

	2.617
	46.11
	-3
	1
	1
	
	1.464
	6.75
	-5
	2
	4

	2.607
	1.37
	-3
	1
	2
	
	1.457
	4.04
	-2
	2
	6

	2.555
	18.42
	2
	0
	2
	
	1.444
	3.65
	-3
	2
	6

	2.518
	4.17
	-1
	0
	4
	
	1.435
	1.27
	4
	0
	3

	2.515
	1.55
	-2
	0
	4
	
	1.421
	14.95
	0
	4
	0

	2.474
	7.61
	-1
	2
	2
	
	1.416
	3.53
	2
	1
	5

	2.420
	11.44
	0
	2
	2
	
	1.407
	1.03
	-3
	1
	7

	2.412
	21.93
	-3
	1
	3
	
	1.407
	8.85
	4
	2
	2

	2.398
	4.16
	-2
	2
	1
	
	1.403
	1.06
	-2
	1
	7

	2.320
	2.75
	1
	1
	3
	
	1.382
	1.03
	-6
	1
	1

	2.316
	12.53
	-2
	2
	2
	
	1.378
	1.78
	1
	3
	4

	2.302
	2.41
	-1
	1
	4
	
	1.370
	1.10
	-4
	1
	7

	2.300
	2.48
	-3
	0
	4
	
	1.359
	1.12
	5
	0
	2

	2.300
	3.09
	-2
	1
	4
	
	1.353
	2.13
	0
	2
	6

	2.234
	1.47
	-4
	0
	2
	
	1.309
	2.39
	-6
	2
	2

	2.190
	1.86
	1
	2
	2
	
	1.304
	1.38
	-5
	2
	6

	2.180
	16.41
	-4
	0
	1
	
	1.303
	2.97
	-6
	2
	4

	2.178
	5.55
	-1
	2
	3
	
	1.302
	1.66
	-4
	3
	5

	2.163
	3.19
	-4
	0
	3
	
	1.291
	1.04
	3
	0
	5

	2.138
	3.49
	0
	1
	4
	
	1.281
	2.71
	4
	2
	3

	2.136
	17.63
	2
	2
	1
	
	1.279
	1.69
	-3
	4
	2

	2.120
	18.13
	-2
	2
	3
	
	1.277
	1.01
	4
	0
	4

	2.088
	11.46
	0
	2
	3
	
	1.275
	3.32
	-5
	3
	1

	2.065
	8.22
	2
	0
	3
	
	1.274
	1.09
	-3
	0
	8

	2.046
	1.37
	-3
	2
	1
	
	1.273
	1.54
	-6
	2
	1

	2.041
	2.45
	-3
	2
	2
	
	1.263
	2.39
	-6
	2
	5

	2.037
	1.07
	-2
	0
	5
	
	1.257
	1.36
	3
	4
	0

	2.024
	2.58
	4
	0
	0
	
	1.246
	2.30
	1
	3
	5

	1.959
	1.25
	-3
	0
	5
	
	1.242
	2.78
	2
	4
	2

	1.941
	2.47
	2
	1
	3
	
	1.231
	1.70
	4
	3
	2

	1.900
	11.47
	2
	2
	2
	
	1.213
	2.06
	-6
	1
	7

	1.894
	1.40
	1
	2
	3
	
	1.196
	1.73
	0
	2
	7

	1.892
	5.31
	1
	1
	4
	
	1.190
	1.54
	-4
	4
	1

	1.885
	1.91
	-1
	2
	4
	
	1.158
	1.41
	2
	3
	5

	1.883
	11.47
	-2
	2
	4
	
	1.134
	1.45
	7
	1
	0

	1.880
	1.13
	-1
	1
	5
	
	1.119
	1.68
	-7
	1
	7

	1.880
	4.07
	3
	1
	2
	
	1.111
	1.06
	-8
	0
	3

	1.845
	1.40
	1
	3
	0
	
	1.106
	1.60
	-4
	1
	9

	1.792
	2.39
	0
	2
	4
	
	1.078
	2.42
	-1
	5
	3

	1.782
	3.79
	-5
	0
	2
	
	1.075
	2.53
	-1
	4
	6

	1.756
	2.54
	-4
	2
	2
	
	1.069
	1.03
	0
	2
	8

	1.744
	4.39
	-2
	3
	1
	
	1.061
	1.04
	-3
	5
	1

	1.730
	1.64
	-4
	2
	1
	
	1.060
	2.47
	-4
	4
	6

	1.717
	1.17
	2
	0
	4
	
	1.039
	1.21
	-6
	3
	7

	1.711
	5.89
	-4
	1
	5
	
	1.020
	1.50
	-6
	4
	4

	1.700
	2.12
	-5
	1
	2
	
	0.978
	1.17
	-7
	3
	7

	Note: Seven strongest reflections are marked with bold character.


