   TABLE 2. Crystallographic coordinates averaged over unit I and II.

	
	RP
	
	1.5 GPa
	
	3.9 GPa
	

	
	x
	y
	Z
	
	x
	y
	z
	
	
	
	
	

	Si1
	.3465
	.1380
	.9654
	
	.3479
	.1360
	.9607
	
	.3460
	.1349
	.9550
	

	Si2
	.7118
	.0250
	.1895
	
	.7132
	.0234
	.1898
	
	.7129
	.0209
	.1906
	

	Si3
	.4083
	.1175
	.6791
	
	.4127
	.1144
	.6738
	
	.4155
	.1129
	.6628
	

	Si4
	.0322
	.4777
	.4235
	
	.0345
	.4742
	.4107
	
	.0355
	.4722
	.3905
	

	Si5
	.3715
	.3665
	.9477
	
	.3742
	.3648
	.9420
	
	.3772
	.3619
	.9362
	

	Si6
	.7475
	.4901
	.6070
	
	.7520
	.4857
	.5958
	
	.7541
	.4818
	.5762
	

	Al1
	.0000
	.0071
	.0000
	
	.0000
	.0071
	.0000
	
	.0000
	.0071
	.0000
	

	Al2
	.4049
	.3531
	.6458
	
	.4079
	.3502
	.6376
	
	.4080
	.3472
	.6225
	

	Ca
	.0182
	.2129
	.3880
	
	.0213
	.2077
	.3786
	
	.0087
	.2041
	.3684
	

	O1
	.1028
	.1098
	.9416
	
	.0992
	.1087
	.9331
	
	.0921
	.1078
	.9233
	

	O2
	.8950
	.0460
	.1266
	
	.9052
	.0500
	.1333
	
	.9188
	.0528
	.1438
	

	O3
	.2006
	.0668
	.5665
	
	.2018
	.0627
	.5622
	
	.2025
	.0586
	.5548
	

	O4
	.5077
	.0978
	.1204
	
	.5051
	.0956
	.1192
	
	.5019
	.0920
	.1155
	

	O5
	.4263
	.0943
	.8427
	
	.4354
	.0900
	.8405
	
	.4411
	.0907
	.8342
	

	O6
	.6267
	.0735
	.6607
	
	.6330
	.0703
	.6523
	
	.6419
	.0683
	.6439
	

	O7
	.8044
	.0471
	.3603
	
	.7957
	.0423
	.3633
	
	.7802
	.0368
	.3688
	

	O8
	.3713
	.2531
	-.0282
	
	.3773
	.2511
	-.0329
	
	.3794
	.2491
	-.0338
	

	O9
	.3976
	.2287
	.6414
	
	.4021
	.2256
	.6359
	
	.4034
	.2233
	.6216
	

	O10
	.1579
	.4074
	.9729
	
	.1573
	.4052
	.9674
	
	.1559
	.4038
	.9601
	

	O11
	.8248
	.4840
	.4710
	
	.8174
	.4792
	.4522
	
	.8031
	.4762
	.4209
	

	O12
	.1793
	.3854
	.4893
	
	.1833
	.3816
	.4777
	
	.1805
	.3785
	.4602
	

	O13
	.5756
	.4088
	.0829
	
	.5780
	.4087
	.0778
	
	.5826
	.4081
	.0730
	

	O14
	.3798
	.4024
	.7992
	
	.3807
	.4014
	.7912
	
	.3858
	.3978
	.7814
	

	O15
	.6446
	.3884
	.6217
	
	.6556
	.3834
	.6185
	
	.6599
	.3791
	.6017
	

	O16
	.9493
	.4674
	.2498
	
	.9637
	.4654
	.2349
	
	.9810
	.4677
	.2108
	

	OW1
	1.0022
	.2685
	.1410
	
	1.0214
	.2717
	.1379
	
	1.0129
	.2711
	.1244
	

	OW2
	.9022
	.2260
	.6190
	
	.9180
	.2246
	.6180
	
	.9357
	.2236
	.6247
	

	OW3
	.6456
	.2959
	.3214
	
	.6509
	.2918
	.3165
	
	.6357
	.2871
	.3124
	

	OW4I
	.3642
	.1459
	.3454
	
	.3888
	.1443
	.3485
	
	.3812
	.1358
	.3438
	

	OW4AII
	.3601
	.1594
	.3414
	
	.3631
	.1542
	.3414
	
	.3541
	.1511
	.3323
	

	OW5I
	.8108
	.2551
	.8933
	
	.8105
	.2525
	.8966
	
	.8033
	.2535
	.8890
	

	H11
	.9643
	.2390
	.0655
	
	.9809
	.2410
	.0603
	
	.9742
	.2415
	.0456
	

	H12
	.0594
	.3111
	.1255
	
	.0676
	.3314
	.1275
	
	.0644
	.3315
	.1175
	

	H21
	.8353
	.1729
	.6444
	
	.8546
	.1720
	.6470
	
	.8699
	.1697
	.6519
	

	H22
	.8152
	.2792
	.6240
	
	.8262
	.2770
	.6183
	
	.8365
	.2757
	.6206
	

	H31
	.6040
	.3101
	.3733
	
	.5889
	.2902
	.3564
	
	.5783
	.2883
	.3523
	

	H32
	.6043
	.3355
	.2367
	
	.6056
	.3322
	.2338
	
	.5950
	.3294
	.2338
	

	H41I
	.4026
	.1461
	.2819
	
	.3892
	.1236
	.2560
	
	.3710
	.1188
	.2540
	

	H41AII
	.4435
	.1768
	.3224
	
	.4346
	.1359
	.3312
	
	.4461
	.1915
	.3090
	

	H42I
	.4429
	.0993
	.3876
	
	.4910
	.1023
	.4142
	
	.4917
	.0947
	.4013
	

	H42AII
	.4338
	.1258
	.3526
	
	.4478
	.1585
	.3377
	
	.4201
	.0979
	.3404
	

	H51I
	.9030
	.2031
	.8890
	
	.9023
	.2005
	.8887
	
	.8609
	.2030
	.8826
	

	H52I
	.8616
	.3056
	.8614
	
	.8403
	.3024
	.8427
	
	.8452
	.2876
	.8392
	


	
	
	6.3 GPa
	
	
	
	8.8 GPa
	
	

	
	x
	Y
	z
	
	x
	y
	z
	

	Si1
	.3466
	.1380
	.9624
	
	.3442
	.1392
	.9627
	

	Si2
	.7074
	.0236
	.1898
	
	.7054
	.0246
	.1902
	

	Si3
	.4196
	.1110
	.6695
	
	.4192
	.1111
	.6684
	

	Si4
	.0113
	.4680
	.3863
	
	-.0006
	.4669
	.3802
	

	Si5
	.3535
	.3611
	.9455
	
	.3422
	.3611
	.9453
	

	Si6
	.7344
	.4747
	.5763
	
	.7244
	.4729
	.5728
	

	Al1
	.0000
	.0071
	.0000
	
	.0000
	.0071
	.0000
	

	Al2
	.3947
	.3390
	.6232
	
	.3874
	.3372
	.6211
	

	Ca
	-.0073
	.2055
	.3718
	
	-.0117
	.2069
	.3626
	

	O1
	.0932
	.0990
	.9047
	
	.0919
	.0959
	.8977
	

	O2
	.8900
	.0655
	.1241
	
	.8855
	.0695
	.1213
	

	O3
	.2007
	.0461
	.6094
	
	.2012
	.0423
	.6244
	

	O4
	.4822
	.0902
	.1256
	
	.4762
	.0902
	.1265
	

	O5
	.4860
	.1190
	.8516
	
	.4945
	.1279
	.8528
	

	O6
	.6447
	.0634
	.6477
	
	.6481
	.0629
	.6483
	

	O7
	.7933
	.0402
	.3706
	
	.7924
	.0415
	.3726
	

	O8
	.3592
	.2515
	.0006
	
	.3497
	.2522
	.0065
	

	O9
	.3842
	.2147
	.5921
	
	.3779
	.2127
	.5812
	

	O10
	.1165
	.4011
	.9549
	
	.0970
	.3999
	.9480
	

	O11
	.7715
	.4648
	.4141
	
	.7551
	.4612
	.4071
	

	O12
	.1689
	.3773
	.4597
	
	.1635
	.3775
	.4560
	

	O13
	.5495
	.4180
	.0765
	
	.5309
	.4230
	.0759
	

	O14
	.3697
	.3825
	.7865
	
	.3623
	.3801
	.7856
	

	O15
	.6601
	.3700
	.6151
	
	.6607
	.3669
	.6181
	

	O16
	.9673
	.4634
	.2054
	
	.9599
	.4608
	.1988
	

	OW1
	1.0001
	.2716
	.1319
	
	.9858
	.2729
	.1235
	

	OW2
	.9561
	.2266
	.6435
	
	.9622
	.2274
	.6448
	

	OW3
	.5932
	.2677
	.3248
	
	.5833
	.2634
	.3271
	

	OW4I
	.3209
	.0918
	.3558
	
	.3043
	.0792
	.3614
	

	OW4AII
	.3085
	.0995
	.3448
	
	.3019
	.0811
	.3520
	

	OW5I
	.7978
	.2571
	.9073
	
	.7867
	.2647
	.9194
	

	H11
	.9398
	.2375
	.0518
	
	.9162
	.2387
	.0408
	

	H12
	.0397
	.3302
	.1173
	
	.0251
	.3303
	.1060
	

	H21
	.9136
	.1689
	.6800
	
	.9210
	.1681
	.6813
	

	H22
	.8418
	.2743
	.6396
	
	.8438
	.2749
	.6408
	

	H31
	.5352
	.2925
	.3143
	
	.5199
	.2866
	.3119
	

	H32
	.5407
	.2944
	.2787
	
	.5390
	.2971
	.2963
	

	H41I
	.2957
	.0601
	.2707
	
	.2729
	.0358
	.2797
	

	H41AII
	.4433
	.1305
	.3696
	
	.4467
	.1064
	.3683
	

	H42I
	.4546
	.1009
	.3794
	
	.4406
	.1047
	.3699
	

	H42AII
	.3083
	.0575
	.2727
	
	.2762
	.0334
	.2738
	

	H51I
	.7942
	.1996
	.8965
	
	.7163
	.2041
	.9043
	

	H52I
	.8709
	.2759
	.8612
	
	.8667
	.2695
	.8600
	


