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0.999031
0.191809
0.191809
-1.115971
-1.115971
0.509940
-1.968731
-1.968731
0.509940
2.040707
0.299659
0.895109
0.191809
0.191809
-0.870225
-0.870225
0.483094
-1.603649
-1.603649
0.483094
1.994292

-3.086870
-3.081546
-3.086136
-3.081793
-3.080890
-3.109079
-3.100630
-3.098698
-3.100971
-3.110430
-1.181568
1.181564
3.086002
3.085032
3.082136
3.082010
3.082072
3.102180
3.101066
3.101154
3.106807
3.108619

2.452578
2.226009
2.226009
1.855688
1.855688
2.336782
1.635794
1.635794
2.336782
2.766658
0.306885
-1.616818
-2.184862
-2.184862
-2.932136
-2.932136
-2.023688
-3.440933
-3.440933
-2.023688
-1.580059

0.632725
1.180650
-0.789450
-1.120222
0.097319
-1.497140
-2.124517
0.184223
2.238698
1.199928
-0.000381
0.000202
0.629896
-0.791905
1.181096
0.099989
-1.119376
2.239755
0.189516
-2.122671
-1.501590
1.194830

0.000000
1.155479
-1.155479
-0.715092
0.715092
-2.189929
-1.353665
1.353665
2.189929
0.000000
0.000000
0.000000
-1.169919
1.169919
0.722589
-0.722589
2.208425
1.349689
-1.349689
-2.208425
0.000000

-1.032887
0.284299
-0.918761
0.468997
1.212381
-1.744711
0.886867
2.296685
0.536763
-1.960946
-0.003879
-0.001364
-1.035557
-0.917975
0.280251
1.211046
0.470525
0.530092
2.295116
0.890781
-1.742243
-1.965023
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(2 e) B« ) o) e ) B e) B e) BN o) INe)]

3

o
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-0.536086
0.210691
0.210691
1.419529
1.419529

-1.801694

-0.135472

-0.135472
2.549673
2.549673

-0.300375

-1.268745

-0.646010

-0.646010
0.295714
0.295714

-2.793286

-1.079243

-1.079243
1.220024
1.220024

-1.582249

-2.422637

-2.422637
0.286229
0.258609

-1.223260
0.286229
0.258609

-1.223260
3.262986
3.119413
2.192993
3.262986
2.192993
3.119413

-3.155369

-3.284174

-3.155369

-2.073419

-0.378968

-1.164044

-0.378968

-2.073419

-1.164044
1.060938

-2.684185
-2.289684
-2.289684
-1.648471
-1.648471
-3.496240
-2.623362
-2.623362
-1.193613
-1.193613
-0.451121
1.333391
2.006027
2.006027
2.900662
2.900662
1.173406
1.755801
1.755801
3.757376
3.757376
-4.579667
-3.294218
-3.294218
-3.601674
-1.877504
-2.681615
-3.601674
-1.877504
-2.681615
-2.015948
-0.369479
-0.840064
-2.015948
-0.840064
-0.369479
0.629385
2.165865
0.629385
2.196433
2.191781
0.679731
2.191781
2.196433
0.679731
4.832480

0.000000
1.163292
-1.163292
-0.719676
0.719676
0.000000
2.587832
-2.587832
-1.600653
1.600653
0.000000
0.000000
-1.180571
1.180571
0.731576
-0.731576
0.000000
-2.598008
2.598008
1.549662
-1.549662
0.000000
-0.886237
0.886237
2.882900
3.295040
2.746525
-2.882900
-3.295040
-2.746525
-1.792567
-1.145695
-2.579994
1.792567
2.579994
1.145695
0.887227
0.000000
-0.887227
-2.803261
-3.326343
-2.829485
3.326343
2.803261
2.829485
1.350555
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1.083703
2.281656
1.060938
2.281656
1.083703

-1.178693
1.179273
-3.102636
-3.073392
-3.074596
-3.028340
-3.032388
-3.094054
-3.213814
-3.291727
-3.205363
-3.081950
3.112943
3.075105
3.079850
3.022708
3.226788
3.317377
3.209531
3.018682
3.060396
3.072086
-2.693465
-4.265472
-2.781323
-2.857360
-4.364384
-2.825424
-2.785274
-4.275849
-2.710570
-2.572119
-2.637654
-4.138666
-2.618123
-2.562111
-4.124709
2.807232
4.290148
2.719961

3.602150
3.554719
4.832480
3.554719
3.602150

-0.041574
0.037577
-0.685727
-1.143083
0.753076
0.009768
1.178690
2.601385
1.648580
-1.548742
-2.570658
-0.005414
0.367186
-1.004176
1.200902
0.344260
2.697024
0.842456
-2.210704
-1.014477
-2.237862
0.792804
-2.748894
-2.851581
-3.276254
-2.551726
-1.689233
-1.108748
1.193735
1.866610
2.617024
2.735071
3.299886
2.931446
-0.911705
0.859944
0.023397
3.164021
2.996456
3.151443

2.629908
1.317869
-1.350555
-1.317869
-2.629908

0.066859
-0.087336
0.957259
-0.406316
0.940516
-1.259319
-0.429610
-0.910433
2.140089
2.173944
-0.858769
-2.761297
-1.112224
-0.679232
0.060716
1.210771
0.078679
-2.523948
-1.566053
0.754269
1.626319
2.644419
-1.817434
-1.001961
-0.127424
2.040385
2.404269
3.069300
3.046765
2.358959
1.993140
-1.870915
-0.191741
-1.062365
-3.180996
-3.201506
-3.128683
-0.826031
0.133127
0.944328
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CpZn radical
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Cp radical

P P, P PP, O0O 00 0O O

Me5CpZn radical

()l e) B e) <) o) B« ) BNe) N e)}

2.884364
4.392848
2.859564
2.562414
2.595629
4.114191
2.585671
2.544408
4.100338
2.686429
4.269382
2.799272

-0.882992
-0.883069
-0.883069
-0.883069
-0.883069
-0.907217
-0.907366
-0.907366
-0.907217
-0.906477

1.034242

0.000506
-0.000151
-0.000151
-0.000151
-0.000151
-0.000015
-0.000148
-0.000148
-0.000015

0.000918

-0.476728
-0.477872
-0.477872
-0.479156
-0.479156
-0.607793
-0.608640
-0.608640

0.147494
0.938640
1.828657
0.083909
1.775452
0.884486
-3.105756
-2.077844
-2.529803
-3.087249
-2.499017
-2.031662

1.214613
0.375628
0.375628
-0.981959
-0.981959
0.711951
-1.861868
-1.861868
0.711951
2.302294
-0.000472

1.189902
0.354710
0.354710
-0.950063
-0.950063
0.706482
-1.844723
-1.844723
0.706482
2.281304

1.222957
0.377976
0.377976
-0.989451
-0.989451
2.720359
0.843123
0.843123

-3.260191
-2.763730
-2.698640
3.315586
2.786346
3.003350
1.142352
2.585968
1.864004
-1.152623
-1.695916
-2.572092

0.000000
1.154785
-1.154785
-0.713665
0.713665
-2.189135
-1.353011
1.353011
2.189135
0.000000
0.000000

0.000000
1.172788
-1.172788
-0.742408
0.742408
-2.202543
-1.365106
1.365106
2.202543
0.000000

0.000000
1.163116
-1.163116
-0.718922
0.718922
0.000000
2.586418
-2.586418
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-0.609986
-0.609986

1.412508
-1.669274
-0.139840
-0.139840
-1.669836
-0.157026
-0.124008
-1.669836
-0.157026
-0.124008
-1.671260
-0.137580
-0.145954
-1.671260
-0.145954
-0.137580

-1.075753
0.170469
-0.811106
0.553898
1.179899
-2.441041
0.309553
-1.883232
1.346514
2.658826
-3.023145
-3.023608
-2.413678
-0.160539
1.365303
-0.161500
-2.540573
-1.462096
-2.540885
2.008073
2.006327
0.701613
3.133265
2.929400
3.133873

-2.200911
-2.200911
-0.001638
3.029603
3.175684
3.175684
0.957792
0.133183
1.818295
0.957792
0.133183
1.818295
-2.454288
-3.089148
-2.046119
-2.454288
-2.046119
-3.089148

0.513959
1.224860
-0.920027
-1.081844
0.271546
1.116861
2.721337
-1.969056
-2.350543
0.483222
0.792040
0.790777
2.215529
3.183820
3.029943
3.183924
-1.888351
-2.985030
-1.888188
-2.418386
-2.419287
-3.240908
0.018228
1.548544
0.015457

-1.599103
1.599103
0.000000
0.000000

-0.886255
0.886255
2.874478
3.296144
2.748163

-2.874478

-3.296144

-2.748163

-1.777234

-1.152188

-2.585262
1.777234
2.585262
1.152188

-0.000022
-0.000069
0.000033
-0.000011
-0.000055
-0.000057
-0.000011
0.000132
-0.000130
0.000118
0.882289
-0.881622
-0.000791
0.886278
-0.000553
-0.885727
0.885099
-0.000051
-0.884579
0.882881
-0.884404
0.000924
0.883840
-0.001381
-0.881776



