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data VESTA phase 1

_chemical name common
cell length a

cell length b

_cell length c

_cell angle_ alpha

_cell angle beta

_cell angle gamma

_cell volume
_space_group_ name H-M alt
_space_group_ IT number

loop
_space group Symop operation xyz
', y, z'

loop
_atom _site label
_atom _site occupancy
_atom site fract x
_atom site fract y
_atom _site fract z
_atom site type symbol

Tal 1.0 0.296934 0
Ta2 1.0 0.597895 0
Ta3 1.0 0.598801 0
Ta4d 1.0 0.012805 0
Tab 1.0 0.700968 0
Tab 1.0 0.272356 0
Ta7 1.0 0.395476 0
Ta8 1.0 0.158227 0
Ta9 1.0 0.161746 0
TaloO 1.0 0.258034 0
Tall 1.0 0.864643 0
Tal2 1.0 0.846982 0
Cl1 1.0 0.168930 0
Ccl2 1.0 0.632415 0
Cl3 1.0 0.213082 0
Cl4 1.0 0.441126 0
Cl5 1.0 0.558545 0
Clé6 1.0 0.196127 0
C1l7 1.0 0.575851 0
C18 1.0 0.431845 0
C1l9 1.0 0.386658 0
Cl10 1.0 0.777983 0
Cl1l1 1.0 0.664035 0
Cl12 1.0 0.825742 0
C1l13 1.0 0.611376 0
Cl1l4 1.0 0.604495 0
Cl15 1.0 0.006701 0
Clle 1.0 0.408042 0
Cl17 1.0 0.427999 0
Cl18 1.0 0.433336 0
Cl19 1.0 0.913271 0
Cl120 1.0 0.890415 0
Cclz21 1.0 0.724313 0
Cl22 1.0 0.268417 0
Ccl23 1.0 0.613160 0
Cl24 1.0 0.797909 0
Cl125 1.0 0.334199 0
Cl26 1.0 0.560195 0
Ccl27 1.0 0.217011 0
Cl128 1.0 0.658423 0
Cl129 1.0 0.846202 0
C130 1.0 0.122487 0
Cl31 1.0 0.221073 0

'POSCAR file written by OVITO Basic 3.6'
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'P 1'

1

.826793
.570562
.061667
.872078
.036971
.298860
.447736
.152499
.812442
.876377
.524740
.426626
.939500
.638553
.859961
.535197
.506225
.684564
.727422
.752283
.983420
.583861
.787103
.839118
.242473
.914549
.991567
.825607
.107469
.267085
.221636
.918598
.112165
.467335
.181476
.893326
.247348
.955993
.284162
.941913
.101178
.227722
.306884
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.594897
.978552
.248443
.150059
.795968
.832400
.390210
.382272
.008471
.808098
.584622
.035857
.658493
.142932
.434470
.042654
.823339
.607274
.916772
.513962
.578523
.948090
.403766
.183955
.235517
.124277
.310248
.262792
.144832
.901137
.332071
.510313
.959633
.801564
.745863
.854345
.677418
.862834
.992507
. 648355
. 722636
.785507
.442352
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Cl32
Cl33
Cl34
C135
Cl36
C137
C138
C139
C140
Cl41
Cl42
Cl1l43
Cl44
Cl145
Cl4e
Cl1l47
C14s8
Cl49
C150
Cl151
Cl52
C153
Cl54
C1l55
Cl56
C1l57
C158
C159
Cl60
Lil
Li2
Li3
Li4
Li5
Li6
Li7
Lis8
Li9
Lil0
Lill
Lil2
Lil3
Lil4
Lil5
N1
N2
N3
N4
N5
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.832492
.367566
.941501
.127557
.462549
.054847
.523127
.258681
.941936
.179546
.344361
.994369
.220502
.408182
.051948
.170220
.652389
.115820
.335732
.992783
.839180
. 747498
.416602
.738767
.810470
.010731
.732561
.942347
.859345
.788800
.641361
.374985
.840362
.857426
.779141
.488879
.764204
.572534
.737988
.042803
.251240
.454542
.840769
.401164
.273056
.727422
.039621
.096343
.513305
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.520903
.374385
. 648340
.191268
.293872
.121656
.543548
.557788
.021164
.937532
.840130
.746570
.669549
.791367
.743073
.708709
.407448
.962502
.037719
.413213
.361193
.415207
.492488
.175105
.470261
.478221
.653099
.568153
.274837
.782461
.032319
.017193
.315094
.060215
.898621
.884804
.947240
.767754
.222295
.868607
.737974
.066233
.075560
.095572
.087703
.047645
.436094
.416815
.031448
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176977
.233439
.489251
.216134
.440040
.520142
.338777
.369036
.082274
.150588
.977662
.012211
.100976
. 742363
.263641
.843211
.036605
.901339
.817864
.568923
.874289
.647563
.558791
.509354
.417597
.020321
.629451
.730274
.115865
.547514
.438063
.283112
.484541
.234857
.349163
.399669
.024886
.255196
.337613
.444653
.276908
.973808
.415167
.447609
.378655
.307673
.287635
.227498
.354840
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