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Cartesian coordinates of all compounds and complexes:

la
1 5 -1.792734 -0.000207 -0.000080
2 9 -1.234495 0.247761 -1.282037
3 9 -3.147409 0.007430 -0.007586
4 9 -1.251550 -1.24044¢6 0.428163
5 9 -1.242036 0.985854 0.860809
6 15 1.304596 0.000248 -0.000271
7 9 0.964235 1.362676 -0.467436
8 9 0.960383 -1.085729 -0.944859
9 9 0.957828 -0.275360 1.411663
10 9 2.814680 -0.002484 0.001778
1b
1 5 0.000000 0.000000 -2.299637
2 9 0.000000 0.000000 -3.670880
3 9 0.000000 1.320620 -1.784755
4 9 -1.143691 -0.660310 -1.784755
5 9 1.143691 -0.660310 -1.784755
6 15 0.000000 0.000000 1.790566
7 9 -1.202899 0.694494 2.327613
8 9 -0.000000 -1.388989 2.327613
9 9 1.202899 0.694494 2.327613
10 9 0.000000 0.000000 0.335604
2a
1 5 0.000000 0.000000 -2.443018
2 9 -1.141403 0.658989 -1.924749
3 9 0.000000 0.000000 -3.810973
4 9 1.141403 0.658989 -1.924749
5 9 -0.000000 -1.317978 -1.924749
6 15 0.000000 0.000000 1.130850
7 17 0.000000 0.000000 3.109120
8 17 0.000000 1.847327 0.562045
9 17 1.599832 -0.923663 0.562045
10 17 -1.599832 -0.923663 0.562045
2b
1 5 0.000000 0.000000 3.260244
2 9 0.000000 0.000000 4.626541
3 9 1.138124 0.657096 2.730568
4 9 -0.000000 -1.314193 2.730568
5 9 -1.138124 0.657096 2.730568
6 15 0.000000 0.000000 -1.531883
7 17 -0.000000 1.826671 -2.254441
8 17 0.000000 0.000000 0.369959
9 17 1.581944 -0.913336 -2.254441
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.659524
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.254441
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.052963
.415398
.515543
.515543
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.788031
.788031
.103365
.788031

.256826
. 744938
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. 744938
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.503082
.912607
.187886
.187886
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.635407
.993752
.088912
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.739381
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.604202

.682667
.133991
.038188
.133991
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.133868
.000000
.000000
.245317
.245317
.000000
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.000000
.143850
.143850
.000000
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.000000
.209412
.209412
.000000
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.000000
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.000000
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.133991
.425165
.074833
.074833
.074833
.932625
.308244
.186210

.062626
.435143
.549649
.549649
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.040446
.556024
.556024
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.416912
.494084
.375025

.650684
.105985
.008313
.105985
.105985
.484440
.119284
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.119284
.986736
.054812
.124445
.909800

.015044
.389760
.505764
.505764
.505764
.118602
.598351
.598351
.598351
.343166
.165687
.236804
.023107
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.840065
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.840065
.840065
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. 774339
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.121125

.785431
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