Table 5.  Anisotropic Displacement Parameters for Atoms in Orthorhombic Dimorph of Tamaite.  Second Row for Each Entry Represents One Estimated Standard Deviation.PRIVATE 

PRIVATE 
ATOM
U11
U22
U33
U23
U13
U12
Ueq










 Mn1
0.00919
0.02295
0.00828
-0.00313
0.00035
-0.00092
0.01347


0.00043
0.00051
0.00043
0.00035
0.00032
0.00035
0.00022

 Mn2
0.00676
0.02366
0.00939
-0.00609
-0.00018
-0.00175
0.01327


0.00042
0.00052
0.00043
0.00037
0.00031
0.00035
0.00022

 Mn3
0.00748
0.02824
0.00958
-0.00449
0.00044
-0.00150
0.01510


0.00042
0.00053
0.00043
0.00036
0.00033
0.00038
0.00022

 Mn4
0.01042
0.04001
0.00820
0.00135
0.00049
0.00063
0.01954


0.00046
0.00065
0.00044
0.00039
0.00035
0.00042
0.00024

 Mn5
0.01327
0.02575
0.01160
0.00136
-0.00020
-0.00173
0.01687


0.00047
0.00054
0.00046
0.00038
0.00035
0.00038
0.00023

 Mn6
0.00528
0.01654
0.00578
-0.00020
0.00154
-0.00071
0.00920


0.00040
0.00046
0.00039
0.00033
0.00029
0.00032
0.00020

 O1H
0.01184
0.02021
0.01344
-0.00418
-0.00164
-0.00004
0.01516


0.00207
0.00248
0.00211
0.00182
0.00164
0.00181
0.00089

 O2H
0.01063
0.02429
0.00849
-0.00134
0.00053
-0.00163
0.01447


0.00195
0.00239
0.00188
0.00169
0.00162
0.00177
0.00086

 O3H
0.01146
0.02255
0.01010
-0.00380
-0.00186
-0.00031
0.01470


0.00194
0.00236
0.00192
0.00170
0.00167
0.00183
0.00086

O4
0.02321
0.03078
0.00877
0.00329
0.00090
0.00556
0.02092


0.00242
0.00270
0.00205
0.00186
0.00180
0.00207
0.00101

 O5
0.02208
0.02909
0.00890
-0.00407
0.00365
-0.00276
0.02002


0.00231
0.00257
0.00197
0.00180
0.00183
0.00208
0.00097

 O6
-0.01311
0.01941
0.01637
0.00095
-0.00388
-0.00169
0.01630


0.00209
0.00225
0.00214
0.00176
0.00171
0.00175
0.00090

 O7
0.00984
0.02186
0.01113
0.00101
-0.00163
-0.00059
0.01428


0.00193
0.00229
0.00194
0.00170
0.00159
0.00170
0.00086

 O8H
0.01821
0.01598
0.01658
0.00003
-0.00157
-0.00150
0.01692


0.00223
0.00224
0.00219
0.00178
0.00179
0.00179
0.00091

 O9
0.01618
0.02209
0.01872
-0.00724
0.00863
-0.00383
0.01900


0.00219
0.00238
0.00226
0.00188
0.00182
0.00186
0.00097

 O10
0.02189
0.02350
0.01090
-0.00260
0.00305
-0.00338
0.01876


0.00229
0.00241
0.00204
0.00181
0.00180
0.00194
0.00095

 O11
0.01970
0.02625
0.00962
-0.00043
-0.00334
0.00291
0.01852


0.00223
0.00246
0.00200
0.00179
0.00176
0.00192
0.00094

 O12
0.00870
0.01535
0.01109
-0.00671
-0.00143
-0.00201
0.01171


0.00188
0.00207
0.00191
0.00161
0.00154
0.00159
0.00082

 O13
0.00813
0.01807
0.01303
-0.00081
-0.00434
-0.00070
0.01308


0.00190
0.00216
0.00203
0.00168
0.00156
0.00159
0.00085

 O14
0.00765
0.02917
0.01443
-0.00465
-0.00299
-0.00013
0.01708


0.00194
0.00251
0.00213
0.00186
0.00162
0.00175
0.00093

 O15
0.01142
0.02571
0.01049
-0.00420
-0.00061
-0.00003
0.01587


0.00197
0.00241
0.00191
0.00172
0.00168
0.00180
0.00088

 O16
0.03235
0.03115
0.00876
-0.00058
0.00018
-0.00227
0.02409


0.00267
0.00270
0.00200
0.00189
0.00202
0.00230
0.00104

 O17
0.01256
0.02647
0.01183
-0.00272
-0.00099
-0.00295
0.01695


0.00196
0.00244
0.00193
0.00174
0.00173
0.00186
0.00090

 O18
0.02126
0.02281
0.01012
0.00100
-0.00036
-0.00317
0.01806


0.00230
0.00240
0.00203
0.00178
0.00175
0.00191
0.00094

 O19
0.01024
0.02477
0.02207
0.01021
0.00107
-0.00578
0.01903


0.00204
0.00245
0.00232
0.00197
0.00176
0.00178
0.00097

 O20
0.01100
0.02103
0.01350
0.00059
0.00526
0.00112
0.01517


0.00198
0.00230
0.00207
0.00173
0.00162
0.00170
0.00089

 O21
0.00571
0.02851
0.02017
-0.00086
-0.00544
-0.00132
0.01813


0.00186
0.00258
0.00231
0.00196
0.00169
0.00173
0.00096

 O22
0.01242
0.02760
0.01267
-0.01324
0.00126
0.00252
0.01756


0.00203
0.00252
0.00208
0.00184
0.00166
0.00180
0.00095

 O23
0.00658
0.02719
0.01966
-0.00336
-0.00568
-0.00023
0.01781


0.00193
0.00253
0.00229
0.00192
0.00168
0.00173
0.00095

 O24
0.01390
0.02060
0.02308
0.00000
0.00002
0.00000
0.01920


0.00315
0.00332
0.00338
0.00000
0.00261
0.00000
0.00136

 O25
0.01442
0.02221
0.01969
0.00000
-0.00048
0.00000
0.01878


0.00306
0.00342
0.00326
0.00000
0.00256
0.00000
0.00134

 O26
0.24417
0.02640
0.10593
-0.01455
0.15269
-0.03166
0.12550


0.01363
0.00373
0.00722
0.00437
0.00901
0.00587
0.00566

 O27
0.19782
0.04023
0.09811
-0.00622
-0.12016
0.02172
0.11205


0.01181
0.00436
0.00711
0.00477
0.00816
0.00599
0.00482

 O28
0.31476
0.00988
0.17173
0.00312
0.22521
0.00314
0.16545


0.01713
0.00302
0.01039
0.00481
0.01238
0.00603
0.00779

 O29
0.01580
0.03148
0.01224
0.00542
-0.00017
0.00944
0.01984


0.00213
0.00263
0.00203
0.00184
0.00179
0.00200
0.00097

 Si1
0.00525
0.01578
0.00606
-0.00055
-0.00107
0.00182
0.00903


0.00065
0.00078
0.00067
0.00057
0.00054
0.00057
0.00031

 Si2
0.00412
0.02035
0.00842
0.00323
-0.00080
0.00067
0.01097


0.00066
0.00084
0.00071
0.00061
0.00055
0.00059
0.00033

 Si3
0.00530
0.01453
0.00845
-0.00172
0.00130
-0.00247
0.00943


0.00067
0.00076
0.00070
0.00058
0.00055
0.00056
0.00031

 Si4
0.08592
0.01840
0.00510
-0.00261
-0.00409
-0.01249
0.03647


0.00195
0.00098
0.00082
0.00070
0.00098
0.00112
0.00062

 Si5
0.00679
0.02271
0.00556
0.00153
0.00103
0.00065
0.01169


0.00067
0.00085
0.00066
0.00060
0.00058
0.00063
0.00032

 Si6
0.00513
0.01577
0.00756
-0.00438
0.00082
-0.00162
0.00949


0.00067
0.00079
0.00069
0.00059
0.00054
0.00057
0.00032

 Si7
0.09004
0.02561
0.00626
0.00101
0.00293
0.02111
0.04064

0.00208
0.00112
0.00086
0.00076
0.00104
0.00125
0.00068


 Si8
0.06938
0.03503
0.01467
0.00124
-0.00060
-0.01357
0.03970


0.00176
0.00127
0.00094
0.00087
0.00108
0.00126
0.00061

 Si9
0.00629
0.01699
0.00854
-0.00078
0.00092
0.00082
0.01061


0.00072
0.00080
0.00070
0.00060
0.00055
0.00058
0.00033

 Si10
0.00794
0.01535
0.00779
-0.00131
-0.00035
-0.00052
0.01036


0.00070
0.00079
0.00070
0.00059
0.00057
0.00058
0.00032

 Na
0.05071
0.06410
0.33367
0.00000
0.11402
0.00000
0.14949


0.00560
0.00610
0.02288
0.00000
0.00917
0.00000
0.00890

 K2
0.11589
0.06701
0.14359
0.00000
-0.02436
0.00000
0.10883


0.02751
0.01850
0.03320
0.00000
0.02163
0.00000
0.01661

 H2O1
0.25037
0.07566
0.11216
0.00000
-0.00654
0.00000
0.14606


0.02852
0.01188
0.01560
0.00000
0.01463
0.00000
0.01243

 H2O2
0.06555
0.07089
0.00162
0.00000
-0.01035
0.00000
0.04602


0.01096
0.01113
0.00518
0.00000
0.00535
0.00000
0.00568

 H2O3
0.04868
0.22396
0.11204
-0.06639
0.00012
-0.00098
0.12823


0.00901
0.02557
0.01493
0.01432
0.00815
0.01095
0.01123

 H2O4
0.22030
0.03561
0.13644
0.00000
0.09126
0.00000
0.13079


0.03530
0.01132
0.02585
0.00000
0.02304
0.00000
0.01668

