Table 9. Atomic coordinates for the MDO2 polytype, a = 7.572, b = 11.554, c = 12.004 Å, α =  77.6, β =  90.0, γ = 109.13°,  space group P
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	x
	y
	z

	Ca1
	0.4254
	0.1025
	0.0860

	Ca1A
	0.9254
	0.1025
	0.0860

	Ca4
	0.3225
	0.3966
	0.9100

	Ca4A
	0.8225
	0.3966
	0.9100

	Ca2
	0.3221
	0.9007
	0.6186

	Ca2A
	0.8221
	0.9007
	0.6186

	Ca3
	0.6445
	0.5384
	0.6136

	Ca3A
	0.1445
	0.5384
	0.6136

	Si1
	0.4975
	0.1650
	0.8360

	Si1A
	0.9115
	0.1650
	0.8360

	Si2
	0.4420
	0.2260
	0.5920

	Si2A
	0.0280
	0.2260
	0.5920

	O1
	0.1036
	-0.0308
	0.1030

	O1A
	0.6036
	-0.0308
	0.1030

	O2
	0.5089
	0.2657
	0.9076

	O2A
	0.0089
	0.2657
	0.9076

	O3
	0.3526
	0.4533
	0.1006

	O3A
	0.8526
	0.4533
	0.1006

	O4
	0.2420
	0.2489
	0.1012

	O4A
	0.7420
	0.2489
	0.1012

	O5
	0.2608
	0.3106
	0.2702

	O5A
	0.7608
	0.3106
	0.2702

	O6
	0.5921
	0.3721
	0.5146

	O6A
	0.0921
	0.3721
	0.5146

	O7
	0.4269
	0.1168
	0.5174

	O7A
	0.9269
	0.1168
	0.5174

	O8
	0.2350
	0.2260
	0.5920

	O8A
	0.7090
	0.1740
	0.8000

	O9
	0.4680
	0.1970
	0.7080

	O9A
	0.9740
	0.1970
	0.7080

	OH1
	0.3532
	0.4474
	0.7130

	OH1A
	0.8532
	0.4474
	0.7130

	OH2
	0.4074
	0.0568
	0.2858

	OH2A
	0.9074
	0.0568
	0.2858

	C1
	0.3068
	0.3325
	0.1626

	C1A
	0.8068
	0.3325
	0.1626


Table 10. Atomic coordinates for the MDO3 polytype, space group P21/c, a = 7.572, b = 10.916, c = 23.379 Å, β = 90°.
	
	x
	y
	z

	Ca1
	0.3740
	0.1242
	0.0430

	Ca1A
	0.8740
	0.1242
	0.0430

	Ca4
	0.6241
	0.3741
	-0.0450

	Ca4A
	0.1241
	0.3741
	-0.0450

	CA2
	0.6217
	0.1947
	0.1907

	CA2A
	0.1217
	0.1947
	0.1907

	CA3
	0.3753
	0.0582
	0.3068

	CA3A
	0.8753
	0.0582
	0.3068

	Si1
	0.5850
	0.6240
	-0.4180

	Si1A
	0.1710
	0.6240
	-0.4180

	Si2
	0.0850
	0.6240
	-0.2960

	Si2A
	-0.3290
	0.6240
	-0.2960

	O1
	0.6190
	-0.0050
	0.0515

	O1A
	0.1190
	-0.0050
	0.0515

	O2
	0.3760
	0.2416
	-0.0462

	O2A
	0.8760
	0.2416
	-0.0462

	O3
	0.3740
	0.5216
	-0.0523

	O3A
	0.8740
	0.5216
	-0.0523

	O4
	0.6175
	0.2742
	0.0506

	O4A
	0.1175
	0.2742
	0.0506

	O5
	0.6055
	0.3781
	0.1351

	O5A
	0.1055
	0.3781
	0.1351

	O6
	0.4060
	0.2493
	0.2573

	O6A
	0.9060
	0.2493
	0.2573

	O7
	0.6315
	0.0039
	0.2413

	O7A
	0.1315
	0.0039
	0.2413

	O8
	0.6310
	0.6240
	-0.3540

	O8A
	0.1250
	0.6240
	-0.3540

	O9
	0.3780
	0.6240
	-0.4000

	O9A
	-0.1220
	0.6240
	-0.2960

	OH1
	0.1295
	0.3756
	-0.1435

	OH1A
	0.6295
	0.3756
	-0.1435

	OH2
	0.3790
	0.1282
	0.1429

	OH2A
	0.8790
	0.1282
	0.1429

	C
	0.6405
	0.3731
	0.0813

	CD
	0.1405
	0.3731
	0.0813


Table 11. Atomic coordinates for the MDO4 polytype, space group P
[image: image2.wmf]1

, a = 7.572, b = 10.916, c = 12.004 Å,  = 103.14°,  = 90°,  = 90° 

	
	x
	y
	z

	Ca1
	-0.3740
	-0.1027
	0.0860

	Ca1A
	-0.8740
	-0.1027
	0.0860

	Ca4
	-0.6241
	-0.3966
	-0.0900

	Ca4A
	-0.1241
	-0.3966
	-0.0900

	Ca2
	-0.6217
	-0.0969
	0.3914

	Ca2A
	-0.1217
	-0.0969
	0.3914

	Ca3
	-0.6247
	0.5384
	0.3864

	Ca3A
	-0.1247
	0.5384
	0.3864

	Si1
	-0.5850
	0.1650
	0.1640

	Si1A
	-0.1710
	0.1650
	0.1640

	Si2
	-0.0850
	0.2260
	0.4080

	Si2A
	-0.6710
	0.2260
	0.4080

	O1
	-0.6190
	0.0308
	0.1030

	O1A
	-0.1190
	0.0308
	0.1030

	O2
	-0.3760
	-0.2647
	-0.0924

	O2A
	-0.8760
	-0.2647
	-0.0924

	O3
	-0.3740
	-0.5478
	-0.1046

	O3A
	-0.8740
	-0.5478
	-0.1046

	O4
	-0.6175
	-0.2489
	0.1012

	O4A
	-0.1175
	-0.2489
	0.1012

	O5
	-0.6055
	-0.3106
	0.2702

	O5A
	-0.1055
	-0.3106
	0.2702

	O6A
	-0.0940
	0.3721
	0.4854

	O6
	-0.5940
	0.3721
	0.4854

	O7
	-0.6315
	0.1168
	0.4826

	O7A
	-0.1315
	0.1168
	0.4826

	O8
	-0.6310
	0.1970
	0.2920

	O8A
	-0.1250
	0.1970
	0.2920

	O9
	-0.3780
	0.1740
	0.2000

	O9A
	-0.8780
	0.2260
	0.4080

	OH1
	-0.1295
	-0.4474
	-0.2870

	OH1A
	-0.6295
	-0.4474
	-0.2870

	OH2
	-0.3790
	-0.0568
	0.2858

	OH2A
	-0.8790
	-0.0568
	0.2858

	C1
	-0.6405
	-0.3325
	0.1626

	C1A
	-0.1405
	-0.3325
	0.1626


Table 12. Atomic coordinates for the MDO5 polytype, space group P21, a = 7.572, b = 10.916, c = 23.685 Å,  = 99.20°
	
	x
	y
	z

	Ca1
	0.2705
	0.1242
	-0.2070

	Ca1A
	0.7705
	0.1242
	-0.2070

	Ca1B
	0.4775
	0.3742
	0.7070

	Ca1C
	0.9775
	0.3742
	0.7070

	Ca4
	0.2734
	-0.3741
	-0.2050

	Ca4A
	-0.2266
	-0.3741
	-0.2050

	Ca4B
	0.4784
	-0.1241
	0.7050

	Ca4C
	-0.0216
	-0.1241
	0.7050

	Ca2
	0.5921
	0.1947
	-0.0593

	Ca2A
	0.0921
	0.1947
	-0.0593

	Ca2B
	0.6514
	0.4447
	0.5593

	Ca2C
	0.1514
	0.4447
	0.5593

	Ca3
	0.4037
	0.0582
	0.0568

	Ca3A
	0.9037
	0.0582
	0.0568

	Ca3B
	0.3469
	0.3082
	0.4432

	Ca3C
	0.8469
	0.3082
	0.4432

	Si1
	0.4990
	0.3760
	0.1680

	Si1A
	-0.0870
	0.3760
	0.1680

	Si1B
	-0.0620
	0.3760
	0.0460

	Si1C
	0.3520
	0.3760
	0.0460

	Si2
	0.3310
	0.6260
	0.3320

	Si2A
	-0.2550
	0.6260
	0.3320

	Si2B
	-0.1080
	0.6260
	0.4540

	Si2C
	0.3060
	0.6260
	0.4540

	O1
	0.5198
	-0.0050
	-0.1985

	O1A
	0.0198
	-0.0050
	-0.1985

	O1B
	0.7183
	0.2450
	0.6985

	O1C
	0.2183
	0.2450
	0.6985

	O2
	-0.4797
	-0.2416
	-0.2074

	O2A
	0.0203
	-0.2416
	-0.2074

	O2B
	-0.2741
	0.0084
	0.7038

	O2C
	0.2259
	0.0084
	0.7038

	O3 
	-0.4739
	0.4784
	-0.1977

	O3A
	0.0271
	0.4784
	-0.1977

	O3B
	-0.2752
	0.7284
	0.6977

	O3C
	0.2248
	0.7284
	0.6977

	O4
	0.5178
	0.2742
	-0.1994

	O4A
	0.0178
	0.2742
	-0.1994

	O4B
	0.7172
	0.5242
	0.6994

	O4C
	0.2172
	0.5242
	0.6994

	O5
	0.5481
	0.3781
	-0.1149

	O5A
	0.0481
	0.3781
	-0.1149

	O5B
	0.6625
	0.6281
	0.6149

	O5C
	0.1625
	0.6281
	0.6149

	O6
	0.4097
	0.2493
	0.0073

	O6A
	0.9097
	0.2493
	0.0073

	O6B
	0.4024
	0.4993
	0.4927

	O6C
	0.9024
	0.4993
	0.4927

	O7
	0.6272
	0.0039
	-0.0087

	O7A
	0.1272
	0.0039
	-0.0087

	O7B
	0.6359
	0.2539
	0.5087

	O7C
	0.1359
	0.2539
	0.5087

	O8
	0.4210
	0.3760
	0.1040

	O8A
	-0.0730
	0.3760
	0.1040

	O8B
	-0.3030
	0.3760
	0.1500

	O8C
	0.1450
	0.3760
	0.0460

	O9
	0.3170
	0.6260
	0.3960

	O9A
	-0.1770
	0.6260
	0.3960

	O9B
	-0.4530
	0.6260
	0.3500

	O9C
	0.0990
	0.6260
	0.4540

	OH1
	-0.1828
	-0.3756
	-0.1065

	OH1A
	0.3173
	-0.3756
	-0.1065

	OH1B
	-0.0763
	-0.1256
	0.6065

	OH1C
	0.4237
	-0.1256
	0.6065

	OH2
	0.3254
	0.1282
	-0.1071

	OH2A
	0.8254
	0.1282
	-0.1071

	OH2B
	0.4326
	0.3782
	0.6071

	OH2C
	0.9326
	0.3782
	0.6071

	C1
	0.5562
	0.3731
	-0.1687

	C1A
	0.0562
	0.3731
	-0.1687

	C1B
	0.7249
	0.6231
	0.6687

	C1C
	0.2249
	0.6231
	0.6687


Table 13. Atomic coordinates for the MDO6 polytype, space group B
[image: image3.wmf]1

, a = 7.572, b = 10.916, c = 24.009 Å,  = 103.14°,  = 90°,  = 90°
	
	x
	y
	z

	Ca1
	-0.3740
	-0.1027
	0.0430

	Ca1A
	-0.8740
	-0.1027
	0.0430

	Ca4
	-0.6241
	-0.3966
	-0.0450

	Ca4A
	-0.1241
	-0.3966
	-0.0450

	Ca2
	-0.6217
	-0.0969
	0.1957

	Ca2A
	-0.1217
	-0.0969
	0.1957

	Ca3
	-0.6247
	0.5384
	0.1932

	Ca3A
	-0.1247
	0.5384
	0.1932

	Si1
	-0.5850
	0.1650
	0.0820

	Si1A
	-0.1710
	0.1650
	0.0820

	Si2
	-0.0850
	0.2260
	0.2040

	Si2A
	-0.6710
	0.2260
	0.2040

	O1
	-0.6190
	0.0308
	0.0515

	O1A
	-0.1190
	0.0308
	0.0515

	O2
	-0.3760
	-0.2647
	-0.0462

	O2A
	-0.8760
	-0.2647
	-0.0462

	O3
	-0.3740
	-0.5478
	-0.0523

	O3A
	-0.8740
	-0.5478
	-0.0523

	O4
	-0.6175
	-0.2489
	0.0506

	O4A
	-0.1175
	-0.2489
	0.0506

	O5
	-0.6055
	-0.3106
	0.1351

	O5A
	-0.1055
	-0.3106
	0.1351

	O6
	-0.0940
	0.3721
	0.2427

	O6A
	-0.5940
	0.3721
	0.2427

	O7
	-0.6315
	0.1168
	0.2413

	O7A
	-0.1315
	0.1168
	0.2413

	O8
	-0.6310
	0.1970
	0.1460

	O8A
	-0.1250
	0.1970
	0.1460

	O9
	-0.3780
	0.1740
	0.1000

	O9A
	-0.8780
	0.2260
	0.2040

	OH1
	-0.1295
	-0.4474
	-0.1435

	OH1A
	-0.6295
	-0.4474
	-0.1435

	OH2
	-0.3790
	-0.0568
	0.1429

	OH2A
	-0.8790
	-0.0568
	0.1429

	C1
	-0.6405
	-0.3325
	0.0813

	C1A
	-0.1405
	-0.3325
	0.0813


_1275754896.unknown

_1275477296.unknown

