anti-[ (FeCp)zacp] S=0

C

I T T ITITOOOOO T ITITOOOOIITITOOOOON

T
()

O o0 0

0.000000
0.000000
-0.091106
-0.051407
-0.076383
-0.075238
-0.059185
-0.077326
-0.080085
0.091106
0.051407
0.076383
0.075238
0.059185
0.077326
0.080085
-1.763169
-3.430981
-3.400734
-3.442827
-3.506546
-3.493423
-3.347316
-3.423440
-3.470210
-3.510056
-3.397241
1.763169
3.430981
3.400734
3.442827
3.506546

0.000000
0.000000
-1.209899
-0.697305
-2.181179
-1.455673
-1.945889
-3.266532
-1.297654
1.209899
0.697305
2.181179
1.455673
1.945889
3.266532
1.297654
-1.039188
-0.726890
-2.070365
-2.004367
-0.621229
0.160172
-2.977988
-2.853236
1.246770
-0.233767
-0.431082
1.039188
0.726890
2.070365
2.004367
0.621229

0.052305
-1.366567
0.749006
2.146163
-0.348961
-1.638260
-2.608368
-0.276739
3.053898
0.749006
2.146163
-0.348961
-1.638260
-2.608368
-0.276739
3.053898
-0.557721
-1.777060
-1.272575
0.165083
0.543796
-0.650658
-1.868776
0.844235
-0.697087
1.559511
-2.822635
-0.557721
-1.777060
-1.272575
0.165083
0.543796
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3.493423
3.347316
3.423440
3.470210
3.510056
3.397241

-0.160172
2.977988
2.853236

-1.246770
0.233767
0.431082

syn-[(VCp)acp] S=1

C
C
C
C
C
H
H
H
H
H
C
C
C
C
C
H
H
H
H
H
Y
Y
C
C
C

0.070301
-1.358324
-1.782687
-0.620651

0.523230

1.560840

0.703597
-2.013544
-2.812333
-0.608163

0.070301
-1.358324
-1.782687
-0.620651

0.523230

1.560840

0.703597
-2.013544
-2.812333
-0.608163
-0.555980
-0.555980

0.072873
-1.341566
-0.327907

4.270092
4.220485
3.380753
2.913092
3.461675
3.277096
4.853620
4.764529
3.136481
2.234779
4.270092
4.220485
3.380753
2.913092
3.461675
3.277096
4.853620
4.764529
3.136481
2.234779
2.065728
2.065728
0.408230
0.297648
-0.074444

-0.650658
-1.868776
0.844235
-0.697087
1.559511
-2.822635

1.711554
1.694814
2.764451
3.440754
2.793152
3.064067
1.051859
1.023395
3.016715
4.290796
-1.711554
-1.694814
-2.764451
-3.440754
-2.793152
-3.064067
-1.051859
-1.023395
-3.016715
-4.290796
-1.268197
1.268197
0.000000
0.000000
-2.124329
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-0.327907
0.762093
0.762093

-1.601270

-1.601270
2.122590
2.122590
3.012222
3.012222

-2.568577

-2.568577

-0.252432

-0.252432

[Mozacp;] S=0

C

I T T T T T OOOOOOOO0OO0

Mo
C

1.892290
2.063016
1.934401
2.063016
1.934401
2.060097
2.067727
2.098546
2.067727
2.098546
2.084374
2.200663
2.227435
2.084374
2.200663
2.227435

-0.074444
0.148593
0.148593
0.096639
0.096639

-0.110830

-0.110830

-0.282700

-0.282700
-0.018663

-0.018663

-0.289244

-0.289244

-0.660551
-2.758418
-1.375266
-2.758418
-1.375266
0.733617
1.028685
-0.265804
1.028685
-0.265804
-3.664401
-0.334356
1.994011
-3.664401
-0.334356
1.994011

2.124329
-1.205663
1.205663
-1.442098
1.442098
-0.698620
0.698620
-1.304028
1.304028
-1.926880
1.926880
-3.190691
3.190691

0.000000
-0.700354
-1.217297

0.700354

1.217297
0.000000
-1.448596

2.160090
1.448596
-2.160090
-1.302560
-3.241778
-1.919396

1.302560

3.241778

1.919396

0.000000 0.000000 1.181299

-1.892290 0.660551 0.000000
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Mo

-2.063016
-1.934401
-2.063016
-1.934401
-2.060097
-2.067727
-2.098546
-2.067727
-2.098546
-2.084374
-2.200663
-2.227435
-2.084374
-2.200663
-2.227435

0.000000

Zr(acp)2 S=0

I T T T T OOO0OO0OO0OO0OO0OO0OO0O0

0.000000
0.000000
1.194307
-1.194307
0.712765
-0.712765
-2.083843
-1.371078
2.083843
1.371078
1.316159
-1.316159
-3.127695
-1.811536
3.127695

2.758418
1.375266
2.758418
1.375266
-0.733617
-1.028685
0.265804
-1.028685
0.265804
3.664401
0.334356
-1.994011
3.664401
0.334356
-1.994011

-0.700354
-1.217297
0.700354
1.217297
0.000000
-1.448596
2.160090
1.448596
-2.160090
-1.302560
-3.241778
-1.919396
1.302560
3.241778
1.919396

0.000000 -1.181299

0.000000
1.379067
-0.689534
-0.689534
-1.994700
-1.994700
0.380078
1.614622
0.380078
1.614622
-2.851666
-2.851666
0.286006
2.565660
0.286006

2.405158
2.057328
2.057328
2.057328
1.621834
1.621834
1.621834
1.621834
1.621834
1.621834
1.329311
1.329311
1.329311
1.329311
1.329311
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1.811536
0.000000
0.000000
0.000000
-1.194307
1.194307
-0.712765
0.712765
2.083843
1.371078
-2.083843
-1.371078
-1.316159
1.316159
3.127695
1.811536
-3.127695
-1.811536

Hf (acp). S=0

I T T OO0O0OO0OO0OO0OO0OO0O0O0

0.000000
0.000000
1.194672
-1.194672
0.712799
-0.712799
-2.084101
-1.371301
2.084101
1.371301
1.315803
-1.315803
-3.128107

2.565660
0.000000
0.000000
-1.379067
0.689534
0.689534
1.994700
1.994700
-0.380078
-1.614622
-0.380078
-1.614622
2.851666
2.851666
-0.286006
-2.565660
-0.286006
-2.565660

0.000000
1.379488
-0.689744
-0.689744
-1.994977
-1.994977
0.380186
1.614791
0.380186
1.614791
-2.852348
-2.852348
0.286655

1.329311
0.000000
-2.405158
-2.057328
-2.057328
-2.057328
-1.621834
-1.621834
-1.621834
-1.621834
-1.621834
-1.621834
-1.329311
-1.329311
-1.329311
-1.329311
-1.329311
-1.329311

2.404883
2.057510
2.057510
2.057510
1.621650
1.621650
1.621650
1.621650
1.621650
1.621650
1.329396
1.329396
1.329396
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H
H

T
=
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-1.812304
3.128107
1.812304
0.000000
0.000000
0.000000

-1.194672
1.194672

-0.712799
0.712799
2.084101
1.371301

-2.084101

-1.371301

-1.315803
1.315803
3.128107
1.812304

-3.128107

-1.812304

[Cosacp,] S=0

C

C
C
C
C
C
C
C
C
C

0.000000
-0.701071
1.402142
-0.701071
1.698444
0.405614
-2.104058
-2.104058
1.698444
0.405614

2.565693
0.286655
2.565693
0.000000
0.000000
1.379488
0.689744
0.689744
1.994977
1.994977
0.380186
1.614791
-0.380186
-1.614791

2.852348
2.852348
-0.286655
-2.565693
-0.286655
-2.565693

0.000000
1.214291
0.000000
-1.214291
-1.448960
-2.195376
-0.746415
0.746415
1.448960
2.195376

1.329396

1.329396

1.329396

0.000000
-2.404883
-2.057510
-2.057510
-2.057510
-1.621650
-1.621650
-1.621650
-1.621650
-1.621650
-1.621650
-1.329396
-1.329396
-1.329396
-1.329396
-1.329396
-1.329396

1.925651
1.850066
1.850066
1.850066
1.772070
1.772070
1.772070
1.772070
1.772070
1.772070



H
H
H
H
H
H

Co
Co
Co
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2.668172
0.334390
-3.002562
-3.002562
2.668172
0.334390
0.751993
0.751993
-1.503986
0.000000
-0.701071
1.402142
-0.701071
1.698444
0.405614
-2.104058
-2.104058
1.698444
0.405614
2.668172
0.334390
-3.002562
-3.002562
2.668172
0.334390

[ N b3an2] * S=0

C

C
C
C
C
C

0.000000
-0.703194
1.406387
-0.703194
1.683729
0.411493

-1.926590
-3.274000
-1.347410
1.347410
1.926590
3.274000
1.302490
-1.302490
0.000000
0.000000
1.214291
0.000000
-1.214291
-1.448960
-2.195376
-0.746415
0.746415
1.448960
2.195376
-1.926590
-3.274000
-1.347410
1.347410
1.926590
3.274000

0.000000
1.217967
0.000000
-1.217967
-1.447252
-2.181778

1.907431
1.907431
1.907431
1.907431
1.907431
1.907431
0.000000
0.000000
0.000000
-1.925651
-1.850066
-1.850066
-1.850066
-1.772070
-1.772070
-1.772070
-1.772070
-1.772070
-1.772070
-1.907431
-1.907431
-1.907431
-1.907431
-1.907431
-1.907431

2.072424
2.126597
2.126597
2.126597
2.192036
2.192036
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-2.095221
-2.095221
1.683729
0.411493
2.649737
0.339979
-2.989716
-2.989716
2.649737
0.339979
0.757011
0.757011
-1.514022
0.000000
-0.703194
1.406387
-0.703194
1.683729
0.411493
-2.095221
-2.095221
1.683729
0.411493
2.649737
0.339979
-2.989716
-2.989716
2.649737
0.339979

-0.734526
0.734526
1.447252
2.181778

-1.922400

-3.255940
-1.333540
1.333540
1.922400
3.255940

1.311181
-1.311181
0.000000

0.000000
1.217967
0.000000

-1.217967

-1.447252

-2.181778

-0.734526
0.734526
1.447252
2.181778

-1.922400

-3.255940

-1.333540
1.333540
1.922400
3.255940

2.192036
2.192036
2.192036
2.192036
2.347796
2.347796
2.347796
2.347796
2.347796
2.347796
0.000000
0.000000
0.000000
-2.072424
-2.126597
-2.126597
-2.126597
-2.192036
-2.192036
-2.192036
-2.192036
-2.192036
-2.192036
-2.347796
-2.347796
-2.347796
-2.347796
-2.347796
-2.347796



