New arsenate minerals from the Arsenatnaya fumarole, Tolbachik volcano, Kamchatka, Russia. XVIII. Khrenovite, Na3Fe3+2(AsO4)3, the sodium-richest alluaudite-supergroup member.
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Supplementary Table S1. Powder X-ray diffraction data of khrenovite.

	Iobs
	dobs, Å
	Icalc*
	dcalc, Å**
	h k l

	3
	8.46
	2
	8.458
	110

	48
	6.40
	34
	6.398
	020

	6
	5.838
	3
	5.843
	–111

	48
	5.639
	33
	5.635
	200

	8
	4.393
	1, 5
	4.427, 4.391
	021, 111

	17
	4.233
	13
	4.229
	220

	7
	4.084
	5
	4.084
	–221

	2
	3.994
	1
	3.989
	130

	19
	3.790
	16
	3.788
	–311

	41
	3.582
	17, 30
	3.605, 3.577
	310, –131

	3
	3.282
	2
	3.284
	–202

	62
	3.198
	6, 53
	3.199, 3.198
	040, –112

	6
	3.154
	4
	3.151
	131

	16
	3.086
	11
	3.085
	221

	19
	3.068
	15
	3.066
	002

	33
	2.939
	35
	2.941
	–312

	19
	2.921
	13
	2.921
	–222

	60
	2.824
	21, 8, 51
	2.836, 2.819, 2.818
	041, 330, 400

	100
	2.785
	100, 9
	2.782, 2.765
	240, 022

	3
	2.701
	2
	2.698
	311

	30
	2.648
	12, 23
	2.653, 2.645
	–402, 112

	33
	2.612
	36
	2.611
	–132

	8
	2.583
	7
	2.579
	420

	5
	2.453
	5
	2.451
	–422

	1
	2.408
	0.5
	2.404
	–511

	1
	2.386
	0.5 
	2.385
	–151

	2
	2.338
	2
	2.337
	202

	4
	2.320
	3
	2.317
	331

	4
	2.289
	3, 2
	2.291, 2.283
	–242, 132

	1
	2.259
	1
	2.256
	–512

	8
	2.223
	8
	2.220
	510

	2
	2.197
	1
	2.196
	222

	2
	2.156
	2
	2.158
	–313

	10
	2.121
	5, 1, 8
	2.123, 2.122, 2.115
	–531, 421, 350

	2
	2.044
	2
	2.042
	–442

	13
	2.022
	4, 12
	2.023, 2.019
	–152, –532

	7
	1.997
	4, 2, 3
	1.996, 1.995, 1.993
	312, 260, 530

	4
	1.985
	4, 0.5
	1.983, 1.983
	–423, –602

	9
	1.953
	12, 2
	1.953, 1.948
	–352, –333

	4
	1.932
	2, 5
	1.936, 1.930
	–621, –133

	3
	1.894
	5
	1.894
	–622

	8
	1.861
	1, 11
	1.866, 1.859
	113, 152

	1
	1.843
	1
	1.840
	441

	13
	1.827
	14, 6
	1.826, 1.823
	332, –243

	2
	1.807
	2
	1.805
	170

	2
	1.790
	4
	1.789
	–262

	6
	1.764
	1, 3, 6
	1.769, 1.763, 1.761
	–551, –533, –171

	2
	1.752
	1, 2
	1.751, 1.748
	062, –461

	2
	1.727
	2, 2
	1.728, 1.725
	531, 133

	4
	1.718
	2, 2, 3
	1.716, 1.715, 1.714
	–711, –641, –712

	6
	1.704
	2, 2, 5
	1.707, 1.705, 1.703
	–552, –623, 171

	6
	1.688
	2, 10
	1.692, 1.685
	550, –642

	3
	1.663
	2, 1
	1.664, 1.660
	–353, –371

	10
	1.651
	1, 21, 1
	1.653, 1.651, 1.651
	–153, –204, –314

	11
	1.623
	19
	1.620
	640

	3
	1.601
	2, 0.5
	1.600, 1.599
	080, –172

	1
	1.592
	2, 0.5
	1.592, 1.590
	–114, –424

	3
	1.578
	3, 2
	1.577, 1.576
	621, –514

	5
	1.566
	10
	1.564
	–372

	4
	1.549
	4, 3
	1.548, 1.548
	081, 461

	5
	1.542
	3, 5
	1.542, 1.539
	442, 512

	5
	1.534
	1, 6
	1.533, 1.532
	004, –281

	6
	1.528
	7, 5
	1.526, 1.524
	–802, 371

	7
	1.515
	8, 3
	1.514, 1.514
	172, 243

	2
	1.488
	1, 2, 4
	1.491, 1.488, 1.484
	024, –534, –822

	8
	1.460
	13, 1, 5
	1.461, 1.457, 1.456
	–444, 532, 281

	2
	1.435
	5
	1.433
	–752

	4
	1.421
	4, 4
	1.420, 1.419
	570, –823

	4
	1.412
	1, 2
	1.412, 1.411
	–714, 190

	3
	1.405
	5, 6
	1.409, 1.403
	800, –373

	3
	1.399
	6
	1.397
	–173

	5
	1.383
	11
	1.382
	044

	2
	1.364
	3
	1.364
	–841

	5
	1.353
	2, 0.5, 11
	1.353, 1.352, 1.352
	731, –912, 204


[bookmark: _Hlk113352831]* For the calculated pattern, only reflections with intensities ≥0.5 are given; ** for the unit-cell parameters calculated from single-crystal data; the strongest reflections are marked in bold type.


