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Complex H2 — HCrO,":
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0.829132
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0.854820
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2.094971
0.488895
1.759785
-0.362076
0.245636
2.105310
2.543559
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3.244064
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0.886224
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4.366340
5.845313
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4.456433
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1.635847
7.188530
7.748318
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-1.401715
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Complex H4 — HCrO,":
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-0.776637
0.279884
3.382480
3.706307
3.092249
-1.976875
-1.191694
-2.766440
-0.556467
-0.008838
-0.633928
0.513513
1.407958
1.298999
-0.962584
0.480608
0.877252

1.889008
1.385254
0.667823
0.449428
0.962893
1.671099
2.458774
1.546687
0.816987
0.127511
-0.619140
0.391414
-0.111444
-0.360449
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oT=z2=2

14]

IZIZIZIZIIIIOOIIIIOOIIIIOOIIIIOOIZ2ITZ2IT0IT0OITO

-3.042070
-2.865526
-2.967085
-6.422395
-7.584968
-7.547213
-7.070128
-8.971685
-9.622133
-7.413031
-6.949298
-2.711712
-1.771100
0.548522
0.587694
-3.195472
-2.445458
-4.275128
-2.879926
-2.807893
-1.379372
-2.733571
-2.268349
-2.115263
-3.767423
-2.397636
-2.919193
-0.365425
0.291389
0.185463
-1.385730
0.359494
-0.383151
1.489205
2.899097
1.199376
1.469822
2.891005
3.175448
-0.905424
-0.723264
-2.660712
-2.396194
1.574128
1.781276
3.851349
4.671136

2.574200
1.302843
2.185340
-1.031610
-1.965972
-1.745504
-0.988439
-1.502036
-2.190608
-3.584784
-4.065477
3.652411
3.492250
-1.728928
-2.383356
0.107573
0.103799
0.013989
-0.759662
0.928398
0.289851
4.905884
6.092791
4.848957
5.052903
5.824496
6.950206
1.014360
2.374816
0.438171
1.163036
2.893889
2.958672
-2.211936
-2.285394
-3.201484
-1.514915
-2.977462
-1.289733
6.517340
7.412030
-1.146355
-1.025383
2.248452
3.087502
-2.785986
-3.109286

0.256633
-1.706161
-2.196959

2.156065

1.450735
-0.180383
-0.528013

2.181880

2.330264

1.701899

1.012049
-0.599259
-0.970080
-1.065905
-1.842289
-2.463403
-3.792190
-2.651618
-1.884544
-4.419415
-3.574489
0.155099
-0.700417

1.063195

0.478282
-1.765388
-0.505898
1.657078
1.443809
2.416403

2.019972
2.416773

0.810685
-0.041673
-0.621306

0.340451

0.802772
-1.473600
-1.014049
-0.387513
-0.830460
-4.509369
-5.477525
0.775883
0.235312

0.357843
-0.153216
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I I ZIIZIIZIIZIIIIOOIIIIOOIIIIOOIIIIODO

(@)
=

T OO0OO0O0

4.340729
5.304521
3.498308
4.866606
4.748837
6.028240
2.695762
3.984140
2.493701
2.842051
3.852959
4.127850
0.126285
1.500091
0.155889
-0.088061
1.743692
1.451774
-1.951894
-2.865662
-1.157967
-1.459499
-3.580043
-3.461532
-2.042008
-1.663046
-2.591051
2.489490
2.698824
3.361705
5.125658
5.008521
5.959641
5.954813
6.517595
6.608692
7.834804
6.446952
8.414088
7.262021
8.895486
6.197303

-1.740862
-2.313809
-1.268045
-0.952694
-2.936691
-2.962444
1.986407
1.796021
1.071408
2.797045
0.925491
2.666801
5.566106
6.011864
5.372717
4.609524
6.999717
6.134318
-2.290584
-3.233206
-1.940307
-2.867052
-2.634232
-3.828570
-4.120487
-3.583587
-4.882416
4.982911
4.935948
5.140599
1.698200
0.908440
1.462279
-1.217063
-1.593711
-0.767270
-1.415202
-2.260797
-2.456102
-0.116471
-1.011846
-1.781990

1.253326
2.283214
1.774761
0.692088
2.993735
1.766516
1.669297
0.879909
2.243183
2.406104
0.216742
0.226002
-0.763726
-0.277463
-1.854526
-0.280575
-0.705052
0.808453
-3.928965
-3.139442
-3.253688
-4.719239
-2.553434
-3.840878
-2.325388
-1.543239
-1.944762
-0.580802
-1.572095
-0.089173
1.777391
2.412954
1.241868
3.005281
3.760689
2.361488

-0.352762

-1.181615
0.688888
0.390638

-1.456649

-1.977933
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