Table S7. Calculated powder diffraction pattern of levantite, using XPow interactive software (Downs et al. 1993) *.

	Icalc
	dhkl
	h
	k
	l
	Icalc
	dhkl
	h
	k
	l
	Icalc
	dhkl
	h
	k
	l

	14
	11.557
	1
	0
	0
	6
	2.260
	-3
	1
	4
	3
	1.580
	-6
	2
	2

	5
	10.339
	0
	0
	1
	3
	2.254
	4
	0
	2
	3
	1.577
	-6
	2
	1

	2
	9.174
	-1
	0
	1
	6
	2.161
	-2
	0
	5
	11
	1.571
	7
	1
	0

	3
	4.674
	1
	1
	0
	6
	2.157
	-3
	2
	1
	7
	1.558
	3
	3
	0

	3
	4.587
	-2
	0
	2
	3
	2.155
	1
	1
	4
	4
	1.557
	1
	1
	6

	19
	4.581
	0
	1
	1
	5
	2.149
	-1
	0
	5
	4
	1.555
	-5
	1
	6

	10
	4.507
	2
	0
	1
	4
	2.129
	3
	2
	0
	5
	1.551
	-7
	1
	4

	9
	4.271
	1
	0
	2
	2
	2.106
	5
	1
	0
	7
	1.544
	-3
	3
	2

	6
	4.021
	-3
	0
	1
	4
	2.093
	-3
	2
	2
	3
	1.530
	5
	2
	2

	6
	3.852
	3
	0
	0
	5
	2.065
	3
	1
	3
	9
	1.527
	0
	3
	3

	13
	3.844
	-2
	1
	1
	7
	2.053
	0
	2
	3
	11
	1.527
	-2
	3
	3

	4
	3.694
	-1
	1
	2
	4
	2.052
	-2
	2
	3
	4
	1.522
	2
	3
	2

	5
	3.634
	0
	1
	2
	5
	2.021
	3
	2
	1
	2
	1.514
	3
	3
	1

	3
	3.608
	-1
	0
	3
	17
	2.010
	-6
	0
	2
	3
	1.512
	-8
	0
	2

	10
	3.446
	0
	0
	3
	7
	2.004
	-6
	0
	1
	4
	1.509
	-4
	0
	7

	25
	3.386
	2
	0
	2
	6
	1.990
	-2
	1
	5
	4
	1.490
	-5
	2
	5

	2
	3.304
	3
	0
	1
	16
	1.962
	1
	2
	3
	6
	1.474
	-2
	2
	6

	24
	3.277
	1
	1
	2
	13
	1.961
	-3
	2
	3
	3
	1.472
	6
	2
	1

	9
	3.160
	-3
	1
	1
	4
	1.942
	-3
	1
	5
	4
	1.453
	7
	0
	2

	100
	3.076
	3
	1
	0
	3
	1.938
	1
	0
	5
	3
	1.445
	3
	3
	2

	31
	3.063
	1
	0
	3
	10
	1.922
	-4
	2
	2
	2
	1.440
	-1
	3
	4

	3
	3.058
	-3
	0
	3
	13
	1.914
	4
	2
	0
	2
	1.440
	-8
	1
	3

	11
	3.025
	-4
	0
	1
	7
	1.910
	5
	0
	2
	5
	1.437
	-2
	3
	4

	92
	2.970
	-3
	1
	2
	3
	1.904
	-5
	1
	4
	3
	1.431
	2
	3
	3

	5
	2.948
	-1
	1
	3
	6
	1.864
	3
	2
	2
	6
	1.422
	0
	3
	4

	22
	2.917
	-4
	0
	2
	7
	1.848
	-4
	1
	5
	4
	1.411
	-3
	3
	4

	40
	2.889
	4
	0
	0
	9
	1.835
	-5
	0
	5
	3
	1.403
	-6
	2
	5

	83
	2.857
	0
	1
	3
	3
	1.825
	-6
	0
	4
	2
	1.403
	-8
	1
	4

	96
	2.855
	-2
	1
	3
	15
	1.820
	4
	1
	3
	2
	1.390
	8
	1
	0

	48
	2.823
	2
	1
	2
	9
	1.818
	-6
	1
	3
	4
	1.377
	1
	2
	6

	7
	2.775
	3
	1
	1
	4
	1.817
	0
	2
	4
	2
	1.352
	-3
	0
	8

	6
	2.726
	3
	0
	2
	7
	1.812
	1
	1
	5
	7
	1.345
	-8
	1
	5

	5
	2.699
	-1
	0
	4
	11
	1.804
	-2
	0
	6
	2
	1.316
	-9
	0
	4

	7
	2.631
	-4
	0
	3
	2
	1.802
	6
	1
	0
	4
	1.309
	5
	1
	5

	6
	2.591
	4
	0
	1
	3
	1.800
	6
	0
	1
	2
	1.305
	-2
	1
	8

	5
	2.585
	0
	0
	4
	3
	1.719
	-6
	1
	4
	3
	1.302
	-8
	2
	2

	66
	2.555
	0
	2
	0
	3
	1.701
	5
	0
	3
	3
	1.286
	-1
	1
	8

	2
	2.533
	-4
	1
	2
	3
	1.698
	6
	1
	1
	3
	1.282
	4
	3
	3

	6
	2.515
	4
	1
	0
	4
	1.692
	3
	2
	3
	3
	1.281
	-9
	1
	1

	7
	2.495
	1
	2
	0
	3
	1.690
	-5
	2
	3
	7
	1.278
	0
	4
	0

	5
	2.481
	0
	2
	1
	2
	1.684
	-1
	1
	6
	3
	1.264
	-5
	1
	8

	6
	2.462
	-1
	2
	1
	4
	1.679
	-6
	0
	5
	5
	1.263
	7
	2
	2

	10
	2.405
	3
	1
	2
	3
	1.651
	7
	0
	0
	2
	1.253
	0
	1
	8

	4
	2.391
	1
	2
	1
	3
	1.635
	1
	0
	6
	2
	1.235
	7
	0
	4

	3
	2.386
	-1
	1
	4
	2
	1.633
	-5
	0
	6
	4
	1.201
	4
	3
	4

	11
	2.369
	-2
	1
	4
	3
	1.631
	-4
	1
	6
	3
	1.187
	-9
	2
	3

	4
	2.343
	2
	1
	3
	3
	1.623
	-7
	1
	1
	3
	1.186
	5
	1
	6

	5
	2.339
	-4
	1
	3
	3
	1.622
	-3
	2
	5
	5
	1.186
	7
	3
	0

	9
	2.337
	2
	2
	0
	4
	1.607
	0
	2
	5
	2
	1.184
	-4
	2
	8

	3
	2.311
	4
	1
	1
	12
	1.607
	4
	1
	4
	2
	1.184
	-9
	1
	6

	20
	2.307
	0
	1
	4
	4
	1.582
	1
	3
	2
	3
	1.179
	1
	4
	3



[bookmark: __DdeLink__3743_1813803334]*Conditions: CuKα =1.541838Å), Debye-Scherrer geometry, I > 2. The strongest lines are
given in bold. 

[bookmark: _GoBack]Downs T.R., Bartelmehs K.L., Gibbs G.V. and Boisen Jr M.B. (1993) Interactive software for calculating and displaying X-ray or neutron powder diffractometer patterns of crystalline materials. American Mineralogist, 78, 1104–1107.
