Table 5. Final coordinates and displacement parameters for fantappièite 
	Cation
	x
	
	y
	
	z
	
	Ueq
	
	Cation
	x
	
	y
	
	z
	
	Ueq
	

	T1
	0.4213
	(4)
	0.3291
	(4)
	0.0139
	(1)
	0.007
	(1)
	K(3)
	0.4373
	(3)
	0.2182
	(3)
	0.4705
	(1)
	0.022
	(2)

	T2)
	0.2503
	(4)
	0.0027
	(4)
	0.0445
	(1)
	0.021
	(1)
	Na(1A)
	0.1579
	(12)
	0.3008
	(13)
	0.0127
	(2)
	0.047
	(4)

	T3)
	0.3333
	(4)
	0.4133
	(4)
	0.0733
	(1)
	0.011
	(1)
	Na(1B)
	0.1935
	(9)
	0.3875
	(10)
	0.0172
	(1)
	0.047
	(5)

	T4)
	0.4142
	(4)
	0.0861
	(4)
	0.1055
	(1)
	0.009
	(1)
	Na(2)
	0.6667
	
	0.3333
	
	0.0207
	(3)
	0.016
	(9)

	T5)
	0.2588
	(4)
	0.2546
	(4)
	0.1349
	(1)
	0.024
	(2)
	Na(3A)
	0.0000
	
	0.0000
	
	0.0380
	(1)
	0.012
	(4)

	T6)
	0.4150
	(3)
	0.0774
	(3)
	0.1664
	(1)
	0.005
	(1)
	Na(3B)
	0.0000
	
	0.0000
	
	0.0565
	(4)
	0.012
	(9)

	T7)
	0.3337
	(4)
	0.4124
	(4)
	0.1973
	(1)
	0.025
	(2)
	Na(4A)
	0.5038
	(10)
	–0.0010
	(12)
	0.0433
	(1)
	0.017
	(4)

	T8)
	0.4094
	(4)
	0.0825
	(4)
	0.2271
	(1)
	0.023
	(2)
	Na(4B)
	0.5337
	(15)
	0.0671
	(18)
	0.0486
	(2)
	0.017
	(7)

	T9)
	0.2529
	(3)
	0.2509
	(3)
	0.2584
	(1)
	0.008
	(1)
	Na(5A)
	0.3722
	(17)
	0.1848
	(15)
	0.0727
	(2)
	0.067
	(5)

	T10)
	0.0867
	(4)
	0.4194
	(4)
	0.2897
	(1)
	0.024
	(2)
	Na(5B)
	0.2909
	(9)
	0.1454
	(8)
	0.0781
	(1)
	0.067
	(4)

	T11)
	0.4205
	(5)
	0.3328
	(5)
	0.3180
	(1)
	0.039
	(2)
	Na(6)
	0.6667
	
	0.3333
	
	0.0976
	(3)
	0.016
	(8)

	T12)
	–0.0016
	(4)
	0.2512
	(4)
	0.3489
	(1)
	0.020
	(1)
	Na(7)
	0.6667
	
	0.3333
	
	0.1643
	(3)
	0.016
	(8)

	T13)
	0.3288
	(5)
	0.4134
	(5)
	0.3781
	(1)
	0.048
	(2)
	Na(8)
	0.6667
	
	0.3333
	
	0.2355
	(2)
	0.036
	(7)

	T14)
	0.4167
	(4)
	0.0828
	(4)
	0.4079
	(1)
	0.019
	(1)
	Na(9A)
	0.4490
	(40)
	0.5430
	(40)
	0.2528
	(5)
	0.027
	(13)

	T15)
	0.2536
	(4)
	0.2556
	(4)
	0.4382
	(1)
	0.022
	(1)
	Na(9B)
	0.4910
	(8)
	0.5090
	(8)
	0.2552
	(1)
	0.027
	(4)

	T16)
	0.0780
	(4)
	0.4085
	(4)
	0.4686
	(1)
	0.014
	(1)
	Na(10)
	0.3333
	
	0.6667
	
	0.2777
	(2)
	0.052
	(7)

	T17)
	0.4214
	(4)
	0.0875
	(4)
	0.0148
	(1)
	0.020
	(1)
	Na(11)
	0.3333
	
	0.6667
	
	0.2988
	(2)
	0.052
	(6)

	T18)
	0.2509
	(4)
	0.2502
	(4)
	0.0449
	(1)
	0.024
	(1)
	Na(12)
	0.3894
	(17)
	0.1987
	(14)
	0.2861
	(2)
	0.020
	(5)

	T19)
	0.0785
	(4)
	0.4103
	(4)
	0.0739
	(1)
	0.016
	(1)
	Na(13)
	0.3234
	(19)
	0.1567
	(17)
	0.2899
	(2)
	0.020
	(7)

	T20)
	0.4163
	(4)
	0.3352
	(4)
	0.1048
	(1)
	0.033
	(2)
	Na(14)
	0.6667
	
	0.3333
	
	0.3071
	(3)
	0.051
	(9)

	T21)
	0.2596
	(4)
	0.0097
	(4)
	0.1352
	(1)
	0.025
	(1)
	Na(15)
	0.6667
	
	0.3333
	
	0.3265
	(2)
	0.051
	(6)

	T22)
	0.4161
	(3)
	0.3410
	(3)
	0.1663
	(1)
	0.013
	(1)
	Na(16)
	0.1322
	(7)
	0.2691
	(8)
	0.3163
	(1)
	0.020
	(2)

	T23)
	0.5839
	(4)
	0.6599
	(4)
	0.1981
	(1)
	0.020
	(1)
	Na(17)
	0.1718
	(12)
	0.3420
	(14)
	0.3163
	(1)
	0.020
	(6)

	T24)
	0.4128
	(4)
	0.3303
	(4)
	0.2273
	(1)
	0.018
	(1)
	Na(18)
	0.0000
	
	0.0000
	
	0.3442
	(1)
	0.036
	(5)

	T25)
	–0.0020
	(4)
	0.2499
	(4)
	0.2583
	(1)
	0.027
	(1)
	Na(19)
	0.5080
	(7)
	0.0253
	(7)
	0.3513
	(1)
	0.042
	(4)

	T26)
	0.3353
	(4)
	0.4221
	(4)
	0.2887
	(1)
	0.031
	(2)
	Na(20)
	0.3333
	
	0.6667
	
	0.3641
	(2)
	0.037
	(9)

	T27)
	0.4162
	(5)
	0.0860
	(5)
	0.3189
	(1)
	0.051
	(2)
	Na(21)
	0.2804
	(7)
	0.1422
	(8)
	0.3797
	(1)
	0.063
	(4)

	T28)
	0.2485
	(4)
	0.2477
	(4)
	0.3478
	(1)
	0.019
	(1)
	Na(22)
	0.1620
	(9)
	0.3226
	(10)
	0.4071
	(1)
	0.061
	(3)

	T29)
	0.0803
	(5)
	0.4151
	(5)
	0.3785
	(1)
	0.058
	(2)
	Na(23)
	0.2067
	(18)
	0.3952
	(19)
	0.4136
	(2)
	0.061
	(9)

	T30)
	0.6691
	(3)
	0.0777
	(4)
	0.4073
	(1)
	0.013
	(1)
	Na(24)
	0.0000
	
	0.0000
	
	0.4325
	(2)
	0.093
	(11)

	T31)
	0.2571
	(4)
	0.0094
	(4)
	0.4389
	(1)
	0.035
	(2)
	Na(25)
	0.5000
	
	0.5000
	
	0.5000
	
	0.036
	(5)

	T32)
	0.3316
	(4)
	0.4118
	(4)
	0.4681
	(1)
	0.018
	(1)
	Na(26)
	0.0000
	
	0.0000
	
	0.5000
	
	0.028
	(10)

	T33)
	0.2545
	(4)
	0.2571
	(4)
	0.4999
	(1)
	0.031
	(2)
	S(1)
	0.0000
	
	0.0000
	
	0.0000
	
	0.042
	(1)

	Ca1)
	0.3333
	
	0.6667
	
	0.0692
	(1)
	0.059
	(2)
	S(2)
	0.3333
	
	0.6667
	
	0.0290
	(1)
	0.032
	(1)

	Ca2)
	0.1841
	(4)
	0.3559
	(4)
	0.1052
	(1)
	0.048
	(2)
	S(3)
	0.6667
	
	0.3333
	
	0.0597
	(1)
	0.077
	(1)

	Ca3)
	0.0000
	
	0.0000
	
	0.1292
	(1)
	0.025
	(2)
	S(4)
	0.0000
	
	0.0000
	
	0.0897
	(4)
	0.136
	(17)

	Ca4
	0.1650
	(4)
	0.3359
	(4)
	0.1659
	(1)
	0.029
	(2)
	S(5)
	0.3333
	
	0.6667
	
	0.1125
	(1)
	0.016
	(2)

	Ca5
	0.3333
	
	0.6667
	
	0.2047
	(1)
	0.030
	(2)
	S(6)
	0.3333
	
	0.6667
	
	0.1631
	(1)
	0.041
	(1)

	Ca6
	0.1600
	(5)
	0.3086
	(5)
	0.2256
	(1)
	0.034
	(3)
	S(7)
	0.0000
	
	0.0000
	
	0.1707
	(1)
	0.018
	(1)

	Ca7
	0.0000
	
	0.0000
	
	0.2637
	(1)
	0.049
	(2)
	S(8)
	0.0000
	
	0.0000
	
	0.2226
	(1)
	0.045
	(1)

	Ca8
	0.3333
	
	0.6667
	
	0.3867
	(1)
	0.053
	(4)
	S(9)
	0.0000
	
	0.0000
	
	0.2994
	(1)
	0.039
	(1)

	Ca9
	0.6667
	
	0.3333
	
	0.4032
	(1)
	0.024
	(2)
	S(10)
	0.6667
	
	0.3333
	
	0.3650
	(4)
	0.050
	(16)

	Ca10
	0.5132
	(5)
	0.0217
	(5)
	0.4400
	(1)
	0.022
	(3)
	S(11)
	0.0000
	
	0.0000
	
	0.3949
	(2)
	0.040
	(9)

	Ca11
	0.3333
	
	0.6667
	
	0.4607
	(1)
	0.023
	(2)
	S(12)
	0.3560
	(20)
	0.6929
	(18)
	0.4280
	(1)
	0.009
	(5)

	Cl1
	0.6667
	
	0.3333
	
	0.2695
	(1)
	0.035
	(2)
	S(13)
	0.6667
	
	0.3333
	
	0.4451
	(1)
	0.020
	(1)

	K1
	0.4474
	(4)
	0.5500
	(4)
	0.1377
	(1)
	0.033
	(3)
	S(14)
	0.6667
	
	0.3333
	
	0.4965
	(1)
	0.024
	(2)

	K2
	0.2322
	(3)
	0.1168
	(3)
	0.1959
	(1)
	0.011
	(2)
	
	
	
	
	
	
	
	
	

	anion
	x
	
	y
	
	z
	
	Ueq
	
	anion
	x
	
	y
	
	z
	
	Ueq
	

	O1
	0.0115
	(14)
	0.3484
	(14)
	0.0005
	(2)
	0.083
	(4)
	O(42)
	0.4646
	(10)
	0.2303
	(10)
	0.3192
	(1)
	0.044
	(3)

	O2
	0.4478
	(9)
	0.2270
	(10)
	0.0127
	(1)
	0.039
	(3)
	O(43)
	0.5448
	(12)
	0.0864
	(11)
	0.3229
	(2)
	0.066
	(4)

	O3
	0.5522
	(9)
	0.1052
	(9)
	0.0176
	(1)
	0.027
	(3)
	O(44)
	0.3440
	(13)
	0.0327
	(12)
	0.3340
	(2)
	0.067
	(4)

	O4
	0.3383
	(10)
	0.0064
	(10)
	0.0303
	(1)
	0.039
	(3)
	O(45)
	0.3444
	(9)
	0.3192
	(9)
	0.3345
	(1)
	0.025
	(3)

	O5
	0.3295
	(12)
	0.3069
	(12)
	0.0293
	(1)
	0.072
	(4)
	O(46)
	0.1184
	(11)
	0.2258
	(11)
	0.3435
	(2)
	0.063
	(4)

	O6
	0.1261
	(8)
	0.2473
	(10)
	0.0425
	(1)
	0.047
	(4)
	O(47)
	0.2242
	(8)
	0.1094
	(8)
	0.3518
	(1)
	0.018
	(3)

	O7
	0.2176
	(8)
	0.1065
	(6)
	0.0460
	(1)
	0.014
	(3)
	O(48)
	0.3050
	(11)
	0.3297
	(12)
	0.3637
	(2)
	0.063
	(4)

	O8
	0.3278
	(10)
	0.0054
	(10)
	0.0604
	(1)
	0.031
	(3)
	O(49)
	0.0225
	(9)
	0.3332
	(10)
	0.3647
	(1)
	0.028
	(3)

	O9
	0.3246
	(9)
	0.3210
	(9)
	0.0607
	(1)
	0.023
	(3)
	O(50)
	0.0721
	(8)
	0.5316
	(8)
	0.3749
	(1)
	0.019
	(3)

	O10
	0.4599
	(9)
	0.5524
	(9)
	0.0701
	(1)
	0.034
	(3)
	O(51)
	0.2246
	(10)
	0.4412
	(10)
	0.3802
	(1)
	0.047
	(4)

	O11
	0.2174
	(9)
	0.4346
	(11)
	0.0732
	(2)
	0.058
	(4)
	O(52)
	0.0099
	(8)
	0.3431
	(8)
	0.3944
	(1)
	0.010
	(3)

	O12
	0.0146
	(9)
	0.3526
	(9)
	0.0898
	(1)
	0.028
	(3)
	O(53)
	0.6509
	(10)
	–0.0097
	(10)
	0.3942
	(1)
	0.036
	(3)

	O13
	0.3396
	(12)
	0.3536
	(12)
	0.0901
	(2)
	0.062
	(4)
	O(54)
	0.4284
	(10)
	0.2190
	(11)
	0.4032
	(1)
	0.057
	(4)

	O14
	0.4286
	(8)
	0.2096
	(9)
	0.1022
	(1)
	0.023
	(3)
	O(55)
	0.5613
	(11)
	0.1151
	(13)
	0.4086
	(2)
	0.091
	(5)

	O15
	0.5682
	(10)
	0.1257
	(10)
	0.1057
	(1)
	0.045
	(3)
	O(56)
	0.3386
	(10)
	0.0291
	(10)
	0.4239
	(1)
	0.036
	(3)

	O16
	0.3379
	(11)
	0.3447
	(11)
	0.1197
	(2)
	0.046
	(4)
	O(57)
	0.6760
	(8)
	0.0357
	(8)
	0.4241
	(1)
	0.012
	(3)

	O17
	0.0027
	(11)
	0.3406
	(11)
	0.1215
	(1)
	0.042
	(4)
	O(58)
	0.1307
	(9)
	0.2545
	(10)
	0.4351
	(1)
	0.055
	(4)

	O18
	0.1205
	(8)
	0.2420
	(10)
	0.1327
	(2)
	0.054
	(4)
	O(59)
	0.3460
	(8)
	0.0014
	(9)
	0.4534
	(1)
	0.015
	(3)

	O19
	0.2036
	(10)
	0.0985
	(8)
	0.1329
	(1)
	0.049
	(4)
	O(60)
	0.2138
	(9)
	0.1028
	(9)
	0.4408
	(1)
	0.034
	(3)

	O20)
	0.3230
	(9)
	0.3149
	(10)
	0.1504
	(1)
	0.035
	(3)
	O(61)
	0.3262
	(11)
	0.3307
	(11)
	0.4534
	(1)
	0.043
	(4)

	O21
	0.3381
	(9)
	0.0230
	(9)
	0.1514
	(1)
	0.018
	(3)
	O(62)
	0.2188
	(12)
	0.4403
	(11)
	0.4643
	(2)
	0.064
	(4)

	O22
	0.5535
	(8)
	0.4539
	(9)
	0.1611
	(1)
	0.043
	(3)
	O(63)
	0.4639
	(10)
	0.5310
	(9)
	0.4667
	(1)
	0.037
	(3)

	O23
	0.4349
	(9)
	0.2201
	(8)
	0.1685
	(1)
	0.043
	(3)
	O(64)
	0.3279
	(9)
	0.3470
	(9)
	0.4862
	(1)
	0.023
	(3)

	O24
	0.0149
	(9)
	0.3526
	(9)
	0.1808
	(1)
	0.026
	(3)
	O(65)
	0.2436
	(8)
	0.1232
	(8)
	0.4984
	(1)
	0.024
	(3)

	O25
	0.3280
	(9)
	0.3435
	(10)
	0.1815
	(1)
	0.028
	(3)
	O(66)
	0.3566
	(9)
	0.3316
	(8)
	0.5139
	(1)
	0.013
	(3)

	O26
	0.4456
	(8)
	0.5661
	(8)
	0.1983
	(1)
	0.021
	(3)
	O(1W)
	0.6667
	
	0.3333
	
	0.1341
	(3)
	0.020
	

	O27
	0.2053
	(13)
	0.4015
	(12)
	0.1993
	(2)
	0.076
	(5)
	O(2W)
	0.3333
	
	0.6667
	
	0.2428
	(2)
	0.020
	

	O28
	0.3507
	(8)
	0.3311
	(8)
	0.2110
	(1)
	0.009
	(3)
	O(3W)
	0.3620
	(40)
	0.6640
	(50)
	0.3377
	(2)
	0.012
	(11)

	O29
	0.3571
	(11)
	0.0126
	(11)
	0.2122
	(1)
	0.042
	(4)
	O(5SA)
	0.3333
	
	0.6667
	
	0.0952
	(1)
	0.097
	(19)

	O30
	0.4536
	(11)
	0.2247
	(11)
	0.2279
	(1)
	0.055
	(4)
	O(5SB)
	0.2726
	(8)
	0.5365
	(5)
	0.1172
	(1)
	0.025
	(3)

	O31
	0.5401
	(10)
	0.4628
	(10)
	0.2318
	(1)
	0.046
	(3)
	O(6SA)
	0.3333
	
	0.6667
	
	0.1804
	(1)
	0.060
	(20)

	O32
	0.3232
	(10)
	0.0119
	(10)
	0.2413
	(1)
	0035
	(3)
	O(6SB)
	0.2600
	(7)
	0.5371
	(5)
	0.1587
	(1)
	0.025
	(3)

	O33
	0.3255
	(9)
	0.3203
	(9)
	0.2423
	(1)
	0.030
	(3)
	O(7SA)
	0.0000
	
	0.0000
	
	0.1533
	(1)
	0.025
	(9)

	O34
	0.1183
	(7)
	0.2274
	(8)
	0.2579
	(1)
	0.030
	(3)
	O(7SB)
	0.0643
	(13)
	0.1264
	(7)
	0.1770
	(2)
	0.094
	(5)

	O35
	0.2437
	(8)
	0.1174
	(7)
	0.2626
	(1)
	0.023
	(3)
	O(8SA)
	0.0000
	
	0.0000
	
	0.2399
	(1)
	0.060
	(12)

	O36
	0.0220
	(8)
	0.3569
	(8)
	0.2730
	(1)
	0.014
	(3)
	O(8SB)
	0.0678
	(10)
	0.1211
	(7)
	0.2147
	(1)
	0.049
	(4)

	O37
	0.3242
	(12)
	0.3474
	(11)
	0.2737
	(1)
	0.066
	(4)
	O(12B)
	0.1896
	(14)
	0.5856
	(14)
	0.4350
	(2)
	0.045
	(9)

	O38
	0.1302
	(9)
	0.5614
	(10)
	0.2864
	(1)
	0.038
	(3)
	O(13A)
	0.6667
	
	0.3333
	
	0.4277
	(1)
	0.048
	(11)

	O39
	0.2053
	(8)
	0.4164
	(8)
	0.2912
	(1)
	0.017
	(3)
	O(13B)
	0.5999
	(8)
	0.2042
	(5)
	0.4502
	(1)
	0.028
	(3)

	O40
	0.3520
	(8)
	0.0166
	(8)
	0.3024
	(1)
	0.013
	(3)
	O(14A)
	0.6667
	
	0.3333
	
	0.5138
	(1)
	0.031
	(5)

	O41
	0.3539
	(14)
	0.3496
	(14)
	0.3013
	(2)
	0.082
	(5)
	O(14B)
	0.6063
	(8)
	0.2075
	(5)
	0.4899
	(1)
	0.030
	(3)


Table 6. Anisotropic displacement parameters (Å2 × 103) for fantappièite 

	
	U11
	U22
	U33
	U23
	U13
	U12

	T(1)
	7(1) 
	7(1)
	7(2) 
	0(1)
	0(1) 
	3(1)

	T(2)
	21(2) 
	21(2)
	21(2) 
	0(1)
	0(1) 
	10(1)

	T(3)
	11(2) 
	10(2)
	11(2) 
	0(1)
	0(1) 
	5(1)

	T(4)
	10(2) 
	10(2)
	9(2) 
	1(1)
	0(1) 
	5(1)

	T(5)
	24(2) 
	24(2)
	24(2) 
	1(1)
	0(1) 
	12(1)

	T(6)
	5(2) 
	6(2)
	4(2) 
	0(1)
	–1(1) 
	2(1)

	T(7)
	25(2) 
	25(2)
	26(2) 
	0(1)
	–1(1) 
	13(1)

	T(8)
	22(2) 
	23(2)
	23(2) 
	0(1)
	0(1) 
	11(1)

	T(9)
	9(2) 
	8(2)
	8(2) 
	0(1)
	0(1) 
	4(1)

	T(10)
	23(2) 
	24(2)
	23(2) 
	1(1)
	1(1) 
	11(1)

	T(11)
	39(2) 
	39(2)
	38(2) 
	0(1)
	0(1) 
	19(1)

	T(12)
	21(2) 
	20(2)
	21(2) 
	0(1)
	0(1) 
	11(1)

	T(13)
	48(2) 
	48(2)
	48(2) 
	0(1)
	0(1) 
	24(1)

	T(14)
	19(2) 
	19(2)
	19(2) 
	0(1)
	0(1) 
	9(1)

	T(15)
	22(2) 
	21(2)
	21(2) 
	1(1)
	0(1) 
	10(1)

	T(16)
	16(3) 
	13(3)
	11(4) 
	0(2)
	0(2) 
	6(2)

	T(17)
	20(2) 
	19(2)
	20(2) 
	–1(1)
	0(1) 
	10(1)

	T(18)
	24(2) 
	24(2)
	24(2) 
	0(1)
	0(1) 
	12(1)

	T(19)
	16(2) 
	16(2)
	16(2) 
	–1(1)
	0(1) 
	9(1)

	T(20)
	34(3) 
	35(3)
	30(4) 
	–3(3)
	–2(3) 
	19(3)

	T(21)
	26(2) 
	25(2)
	25(2) 
	0(1)
	0(1) 
	13(1)

	T(22)
	13(2) 
	13(2)
	12(2) 
	0(1)
	0(1) 
	7(1)

	T(23)
	19(2) 
	20(2)
	20(2) 
	1(1)
	0(1) 
	10(1)

	T(24)
	18(2) 
	19(2)
	19(2) 
	0(1)
	1(1) 
	9(1)

	T(25)
	27(2) 
	27(2)
	27(2) 
	–1(1)
	0(1) 
	14(1)

	T(26)
	31(2) 
	32(2)
	31(2) 
	2(1)
	–1(1) 
	15(1)

	T(27)
	50(2) 
	51(2)
	50(2) 
	0(1)
	0(1) 
	25(1)

	T(28)
	19(2) 
	19(2)
	19(2) 
	0(1)
	–1(1) 
	10(1)

	T(29)
	58(2) 
	58(2)
	58(2) 
	0(1)
	0(1) 
	29(1)

	T(30)
	12(2) 
	13(2)
	13(2) 
	1(1)
	0(1) 
	6(1)

	T(31)
	35(2) 
	35(2)
	35(2) 
	0(1)
	0(1) 
	18(1)

	T(32)
	19(2) 
	18(2)
	18(2) 
	1(1)
	–1(1) 
	9(1)

	T(33)
	28(3) 
	31(3)
	34(4) 
	1(3)
	3(3) 
	15(3)

	O(1)
	83(5) 
	83(5)
	83(5) 
	0(1)
	0(1) 
	41(2)

	O(2)
	39(3) 
	39(3)
	39(3) 
	0(1)
	–1(1) 
	20(2)

	O(3)
	27(3) 
	27(3)
	27(3) 
	0(1)
	0(1) 
	13(2)

	O(4)
	39(3) 
	39(3)
	39(3) 
	0(1)
	0(1) 
	19(2)

	O(5)
	72(5) 
	72(5)
	72(5) 
	0(1)
	0(1) 
	36(2)

	O(6)
	47(4) 
	47(4)
	47(4) 
	0(1)
	0(1) 
	24(2)

	O(7)
	14(3) 
	14(3)
	15(3) 
	0(1)
	0(1) 
	7(2)

	O(8)
	31(3) 
	31(3)
	31(3) 
	–1(1)
	1(1) 
	15(2)

	O(9)
	23(3) 
	23(3)
	23(3) 
	0(1)
	0(1) 
	12(2)

	O(10)
	34(3) 
	35(3)
	34(3) 
	0(1)
	0(1) 
	17(2)

	O(11)
	58(4) 
	58(4)
	58(4) 
	0(1)
	0(1) 
	29(2)

	O(12)
	28(3) 
	27(3)
	28(3) 
	–1(1)
	0(1) 
	14(2)

	O(13)
	62(4) 
	62(4)
	62(4) 
	0(1)
	0(1) 
	31(2)

	O(14)
	23(3) 
	23(3)
	23(3) 
	0(1)
	0(1) 
	11(2)

	O(15)
	45(4) 
	45(4)
	45(4) 
	0(1)
	0(1) 
	23(2)

	O(16)
	46(4) 
	46(4)
	46(4) 
	0(1)
	0(1) 
	23(2)

	O(17)
	42(4) 
	42(4)
	42(4) 
	0(1)
	0(1) 
	21(2)

	O(18)
	54(4) 
	54(4)
	54(4) 
	0(1)
	0(1) 
	27(2)

	O(19)
	49(4) 
	49(4)
	49(4) 
	0(1)
	0(1) 
	25(2)

	O(20)
	35(3) 
	35(3)
	35(3) 
	–1(1)
	0(1) 
	17(2)

	O(21)
	18(3) 
	18(3)
	19(3) 
	0(1)
	0(1) 
	9(2)

	O(22)
	43(3) 
	43(3)
	43(3) 
	0(1)
	0(1) 
	22(2)

	O(23)
	43(3) 
	44(3)
	43(4) 
	0(1)
	0(1) 
	22(2)

	O(24)
	26(3) 
	26(3)
	26(3) 
	–1(1)
	0(1) 
	13(2)

	O(25)
	28(3) 
	28(3)
	28(3) 
	0(1)
	0(1) 
	14(2)

	O(26)
	21(3) 
	21(3)
	21(3) 
	0(1)
	0(1) 
	10(2)

	O(27)
	76(5) 
	76(5)
	76(5) 
	0(1)
	0(1) 
	38(2)

	O(28)
	9(3) 
	9(3)
	8(3) 
	0(1)
	0(1) 
	4(2)

	O(29)
	42(4) 
	42(4)
	42(4) 
	0(1)
	0(1) 
	21(2)

	O(30)
	55(4) 
	55(4)
	55(4) 
	0(1)
	0(1) 
	28(2)

	O(31)
	46(4) 
	46(4)
	46(4) 
	0(1)
	0(1) 
	23(2)

	O(32)
	35(3) 
	35(3)
	35(3) 
	0(1)
	1(1) 
	18(2)

	O(33)
	30(3) 
	30(3)
	29(3) 
	–1(1)
	1(1) 
	15(2)

	O(34)
	31(3) 
	30(3)
	30(3) 
	0(1)
	0(1) 
	15(2)

	O(35)
	23(3) 
	23(3)
	22(3) 
	0(1)
	0(1) 
	11(2)

	O(36)
	14(3) 
	14(3)
	14(3) 
	0(1)
	0(1) 
	7(2)

	O(37)
	66(4) 
	66(4)
	66(4) 
	0(1)
	1(1) 
	33(2)

	O(38)
	38(3) 
	38(3)
	38(3) 
	0(1)
	0(1) 
	19(2)

	O(39)
	17(3) 
	17(3)
	17(3) 
	0(1)
	0(1) 
	9(2)

	O(40)
	13(3) 
	13(3)
	13(3) 
	–1(1)
	0(1) 
	7(2)

	O(41)
	82(5) 
	82(5)
	82(5) 
	0(1)
	0(1) 
	41(3)

	O(42)
	44(3) 
	44(3)
	44(4) 
	0(1)
	0(1) 
	22(2)

	O(43)
	65(4) 
	66(4)
	66(4) 
	0(1)
	0(1) 
	33(2)

	O(44)
	68(4) 
	67(4)
	67(5) 
	0(1)
	0(1) 
	34(2)

	O(45)
	25(3) 
	25(3)
	25(3) 
	0(1)
	0(1) 
	13(2)

	O(46)
	63(4) 
	63(4)
	63(4) 
	0(1)
	0(1) 
	31(2)

	O(47)
	18(3) 
	18(3)
	18(3) 
	0(1)
	0(1) 
	9(2)

	O(48)
	63(4) 
	63(4)
	63(4) 
	0(1)
	0(1) 
	32(2)

	O(49)
	28(3) 
	28(3)
	28(3) 
	0(1)
	0(1) 
	14(2)

	O(50)
	19(3) 
	20(3)
	20(3) 
	0(1)
	0(1) 
	10(2)

	O(51)
	47(4) 
	47(4)
	47(4) 
	0(1)
	1(1) 
	24(2)

	O(52)
	10(3) 
	10(3)
	10(3) 
	–1(1)
	0(1) 
	5(2)

	O(53)
	35(3) 
	36(3)
	35(4) 
	0(1)
	0(1) 
	18(2)

	O(54)
	57(4) 
	57(4)
	57(4) 
	0(1)
	0(1) 
	28(2)

	O(55)
	91(5) 
	91(5)
	91(5) 
	0(1)
	0(1) 
	46(3)

	O(56)
	36(4) 
	36(4)
	36(4) 
	0(1)
	0(1) 
	18(2)

	O(57)
	12(3) 
	12(3)
	13(3) 
	0(1)
	0(1) 
	6(2)

	O(58)
	55(4) 
	55(4)
	55(4) 
	0(1)
	0(1) 
	28(2)

	O(59)
	15(3) 
	15(3)
	15(3) 
	0(1)
	–1(1) 
	8(2)

	O(60)
	33(3) 
	33(3)
	34(3) 
	0(1)
	0(1) 
	17(2)

	O(61)
	43(4) 
	43(4)
	43(4) 
	0(1)
	0(1) 
	21(2)

	O(62)
	64(4) 
	64(4)
	64(4) 
	0(1)
	0(1) 
	32(2)

	O(63)
	37(3) 
	37(3)
	37(3) 
	0(1)
	0(1) 
	18(2)

	O(64)
	23(3) 
	23(3)
	23(3) 
	0(1)
	0(1) 
	11(2)

	O(65)
	24(3) 
	24(3)
	24(3) 
	0(1)
	0(1) 
	12(2)

	O(66)
	13(3) 
	13(3)
	13(3) 
	0(1)
	0(1) 
	7(2)

	S(1)
	42(1) 
	42(1)
	43(2) 
	0
	0 
	21(1)

	S(2)
	32(1) 
	32(1)
	32(2) 
	0
	0 
	16(1)

	S(3)
	77(1) 
	77(1)
	77(2) 
	0
	0 
	38(1)

	S(6)
	40(1) 
	40(1)
	42(2) 
	0
	0 
	20(1)

	S(7)
	18(1) 
	18(1)
	18(2) 
	0
	0 
	9(1)

	S(8)
	45(1) 
	45(1)
	44(2) 
	0
	0 
	23(1)

	S(9)
	39(1) 
	39(1)
	39(2) 
	0
	0 
	20(1)

	S(13)
	20(1) 
	20(1)
	19(2) 
	0
	0 
	10(1)

	Ca(1)
	54(3) 
	54(3)
	67(7) 
	0
	0 
	27(2)

	Ca(2)
	47(4) 
	46(4)
	47(5) 
	1(3)
	–4(3) 
	20(3)

	Ca(3)
	24(2) 
	24(2)
	26(5) 
	0
	0 
	12(1)

	Ca(4)
	26(3) 
	26(3)
	34(4) 
	0(3)
	1(3) 
	11(3)

	Ca(5)
	30(2) 
	30(2)
	32(5) 
	0
	0 
	15(1)

	Ca(6)
	38(4) 
	38(5)
	32(6) 
	–2(3)
	–3(3) 
	23(3)

	Ca(7)
	44(3) 
	44(3)
	57(6) 
	0
	0 
	22(1)

	Ca(8)
	46(4) 
	46(4)
	67(8) 
	0
	0 
	23(2)

	Ca(9)
	24(2) 
	24(2)
	25(5) 
	0
	0 
	12(1)

	Ca(10)
	22(4) 
	25(4)
	21(6) 
	–1(3)
	5(3) 
	12(3)

	Ca(11)
	25(2) 
	25(2)
	19(5) 
	0
	0 
	12(1)

	K(1)
	39(4) 
	37(4)
	27(5) 
	–1(3)
	–5(3) 
	23(3)

	K(2)
	10(3) 
	15(3)
	7(4) 
	–1(2)
	–2(2) 
	5(2)

	K(3)
	23(3) 
	23(3)
	20(3) 
	0(2)
	–3(2) 
	10(2)


Note: The anisotropic displacement factor exponent takes the form: –22[ h2a*2U11 + ... + 2 hka*b*U12 ].

