Table S1. Powder X-ray data (d in Å) for libbyite. Only calculated lines with I ≥ 1.5 are listed.

	Iobs
	dobs
	dcalc
	Icalc
	hkl
	
	Iobs
	dobs
	dcalc
	Icalc
	hkl

	5
	8.95
	8.8813
	2
	 1 0 2
	
	13
	2.393
	2.4038
	5
	 4 1 5

	100
	7.97
	7.9560
	100
	 0 0 4
	
	
	
	2.3891
	3
	 4 0 6

	10
	7.48
	7.5687
	4
	 1 1 0
	
	
	
	2.3867
	2
	 4 2 1

	
	
	7.3633
	2
	 1 1 1
	
	
	
	2.3454
	2
	 3 3 5

	14
	6.38
	6.3853
	9
	 1 0 4
	
	2
	2.325
	2.3198
	2
	2 1 12

	17
	5.33
	5.3519
	6
	 2 0 0
	
	
	
	2.2920
	2
	 4 2 4

	
	
	5.2777
	6
	 2 0 1
	
	5
	2.255
	2.2544
	5
	 4 1 7

	6
	5.10
	5.0726
	4
	 2 0 2
	
	
	
	2.2403
	2
	 4 2 5

	23
	4.77
	4.7868
	8
	 2 1 0
	
	4
	2.226
	2.2203
	2
	 4 0 8

	
	
	4.7782
	6
	 2 0 3
	
	5
	2.195
	2.2060
	2
	 3 3 7

	
	
	4.7336
	3
	 2 1 1
	
	
	
	2.1816
	2
	 4 2 6

	79
	4.58
	4.5839
	48
	 2 1 2
	
	8
	2.129
	2.1359
	4
	 4 3 1

	16
	4.40
	4.4406
	7
	 2 0 4
	
	
	
	2.1305
	2
	 3 3 8

	
	
	4.3632
	4
	 2 1 3
	
	12
	2.091
	2.0946
	4
	 5 1 1

	20
	4.099
	4.1017
	10
	 2 1 4
	
	
	
	2.0926
	3
	 4 1 9

	
	
	4.0962
	6
	 2 0 5
	
	
	
	2.0719
	2
	3 2 11

	13
	3.983
	3.9780
	13
	 0 0 8
	
	25
	2.053
	2.0592
	2
	 5 1 3

	8
	3.825
	3.8256
	7
	 2 1 5
	
	
	
	2.0534
	8
	2 1 14

	5
	3.775
	3.7673
	3
	 2 0 6
	
	
	
	2.0508
	2
	 4 2 8

	71
	3.553
	3.5536
	54
	 2 1 6
	
	
	
	2.0481
	4
	4 0 10

	
	
	3.4649
	2
	 2 0 7
	
	
	
	2.0290
	2
	 4 3 5

	
	
	3.4174
	2
	 2 2 4
	
	11
	1.9877
	1.9935
	2
	 5 1 5

	25
	3.385
	3.3848
	7
	 3 1 0
	
	
	
	1.9890
	2
	0 0 16

	
	
	3.3658
	9
	 3 1 1
	
	
	
	1.9821
	2
	 4 2 9

	9
	3.319
	3.2965
	6
	 2 1 7
	
	11
	1.9343
	1.9368
	2
	 4 3 7

	12
	3.237
	3.2555
	2
	 3 0 4
	
	
	
	1.9322
	4
	4 1 11

	
	
	3.2528
	2
	 2 2 5
	
	
	
	1.9284
	2
	 5 2 4

	
	
	3.2246
	5
	 3 1 3
	
	5
	1.9115
	1.9128
	2
	4 2 10

	9
	3.107
	3.1146
	8
	 3 1 4
	
	6
	1.8954
	1.9058
	2
	 5 1 7

	3
	3.060
	3.0594
	5
	 2 1 8
	
	
	
	1.9015
	2
	3 3 11

	21
	2.963
	2.9885
	5
	 3 1 5
	
	8
	1.8320
	1.8368
	2
	2 1 16

	
	
	2.9558
	10
	 3 2 1
	
	
	
	1.8326
	3
	 5 3 1

	5
	2.856
	2.8588
	5
	 3 2 3
	
	5
	1.8072
	1.8051
	2
	 5 1 9

	
	
	2.7814
	3
	 3 2 4
	
	9
	1.7722
	1.7768
	2
	4 2 12

	
	
	2.7150
	2
	 3 1 7
	
	12
	1.7563
	1.7638
	4
	 5 3 5

	10
	2.686
	2.6904
	5
	 3 2 5
	
	
	
	1.7570
	3
	 6 1 1

	
	
	2.6759
	2
	 4 0 0
	
	
	
	1.7490
	3
	 6 1 2

	
	
	2.6520
	2
	0 0 12
	
	8
	1.7376
	1.7324
	2
	4 0 14

	31
	2.648
	2.6502
	16
	2 1 10
	
	8
	1.6983
	1.7022
	2
	 5 3 7

	
	
	2.6389
	7
	 4 0 2
	
	14
	1.6687
	1.6702
	3
	 6 1 6

	11
	2.581
	2.5874
	5
	 4 1 1
	
	
	
	1.6693
	3
	 5 4 1

	
	
	2.5779
	2
	 3 1 8
	
	8
	1.6478
	1.6585
	2
	2 1 18

	
	
	2.5363
	2
	 4 0 4
	
	
	
	1.6428
	2
	4 1 15

	8
	2.520
	2.5216
	4
	 4 1 3
	
	9
	1.6331
	1.6292
	3
	 5 3 9

	
	
	2.5150
	2
	 3 3 1
	
	10
	1.5922
	1.5936
	2
	 6 3 1

	
	
	2.4857
	2
	 3 2 7
	
	3
	1.5501
	1.5912
	2
	0 0 20

	4
	2.473
	2.4760
	2
	2 1 11
	
	3
	1.5375
	1.5399
	2
	6 1 10

	
	
	2.4680
	2
	 4 1 4
	
	7
	1.5088
	1.5034
	2
	6 1 11

	4
	2.456
	2.4544
	2
	 3 3 3
	
	6
	1.4716
	1.4686
	2
	5 3 13



