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Full version of Table 1

In Table 1 we have collected the whole set of reactions considered in this study. This set contains the
reactions successfully performed in Ref. 1 to explore the scope of the title reaction and their analogones
by varying the positions of the substituents (e.g. all the ortho, meta, para isomers are considered here for a
given substituent, even if in Ref 1 not all of these possibilities are available).

Table 1. Effect of the substituents on the barrier heights in kcal/mol. Selection of the substituents are based
on Ref. 1. Red values in the Table indicate the reactions where the order of the barriers for the aryl transfer
and ring closing is reversed.
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R: R, R, complex  firstaryl firstring
formation transfer  closing

1 Ph t-Bu Ph 16.91 17.63 19.75
2 0-Me-Ph t-Bu Ph 19.37 18.84 21.29
3 m-Me-Ph t-Bu Ph 16.59 17.53 19.88
4 p-Me-Ph t-Bu Ph 15.41 17.50 20.86
5 0-OMe-Ph t-Bu Ph 19.57 17.36 20.38
6  m-OMe-Ph t-Bu Ph 17.48 20.65 20.52
7 p-OMe-Ph t-Bu Ph 15.81 17.66 20.33
8 0-COOEt-Ph t-Bu Ph 18.97 21.30 19.34
9 m-COOEt- t-Bu Ph 19.04 18.56 21.86
10 p-COOEt-Ph t-Bu Ph 18.55 18.83 21.67
11 0-Ac-Ph t-Bu Ph 20.24 17.78 19.78
12 m-Ac-Ph t-Bu Ph 19.14 17.96 20.36
13 p-Ac-Ph t-Bu Ph 18.56 18.91 20.28
14 0-Cl-Ph t-Bu Ph 23.30 19.96 24.85
15 m-Cl-Ph t-Bu Ph 17.80 18.39 20.97
16 p-Cl-Ph t-Bu Ph 16.64 17.81 19.11
17 0-Br-Ph t-Bu Ph 21.11 19.67 23.78
18 m-Br-Ph t-Bu Ph 17.04 18.65 20.34
19 p-Br-Ph t-Bu Ph 16.54 18.02 19.57
20  0-NO,-Ph t-Bu Ph 24.04 24.75 22.69
21 m-NO,-Ph t-Bu Ph 21.32 19.78 21.76
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Ph
Ph
Ph
Et

t-Bu
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t-Bu
t-Bu
t-Bu
Ph
0-OMe-Ph
m-OMe-Ph
p-OMe-Ph
0-NO,-Ph
m-NO,-Ph
p-NO,-Ph
o-Me-Ph
m-Me-Ph
p-Me-Ph
t-Bu
t-Bu
t-Bu
t-Bu
t-Bu
t-Bu
Et
CF3
t-Bu+2Me
t-Bu

Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
Ph
0-Br-Ph
m-Br-Ph
p-Br-Ph
p-Ac-Ph
Ph
Ph
Ph
Ph
Ph
Ph

18.37
17.27
17.59
16.12
22.73
16.87
15.79
12.90
16.40
12.26
16.48
12.77
12.32
19.39
17.03
15.01
17.79
14.46
17.69
17.21
21.32
18.80
18.20
18.07
16.92
16.28
17.96
18.36
19.04
17.94

19.09
14.73
18.33
17.35
23.00
18.69
18.09
15.09
16.32
15.73
18.45
11.79
13.74
17.66
19.51
19.72
17.47
15.76
19.71
16.62
12.33
17.08
17.19
17.61
18.49
18.06
18.61
24.08
13.94
17.15

19.96
19.50
19.88
19.11
24.80
20.48
18.74
20.74
19.00
20.60
21.86
16.06
15.10
21.90
23.91
25.23
20.37
19.87
22.50
21.30
20.27
19.36
19.02
18.79
18.52
18.83
21.04
30.01
12.90
19.53

[1] Sinai, A.; Vangel, D.; Géti, T.; Bombicz, P.; Novak, Z. Org. Lett. 2015, 17, 4136.
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Cartesian coordinates and total energies of the stationary points.

CuCl

2
Energy: -2100.33636207

Cu 0.000000 0.000000 0.422401
C1 0.000000 0.000000 2.429399

OTf"~

8
Energy: -961.277500421

0 2.248393 0.155871 -0.965618
S 2.480413 -0.111340 -2.391788
0 3.862110 0.071139 -2.857335
0 1.770186 -1.272333 -2.945679
C 1.610881 1.295077 -3.195534
F 1.709367 1.237405 -4.528835
F 0.307459 1.305412 -2.893595
F 2.116825 2.472418 -2.810340
EtOAc
14

Energy: -307.495855628
-2.788293 -0.428396 -0.356844
-3.107612 -0.260801 1.020774
-4.211652 -1.204729 1.438742
-2.178671 -0.488364 1.556694
-3.360813 0.784956 1.243139
-4.395377 -1.132637 2.517607
-5.151960 -0.981513 0.917779

934690 -2.238280 1.201725

-3.407565 0.268885 -1.335436

-3.161241 0.003900 -2.482286

-4.351352 1.375706 -0.934453

-5.139250 1.036404 -0.251527

-3.811206 2.191516 -0.436908

-4.809545 1.765841 -1.845685

mTmTmoQEXIETmmm QOO
I
w

Model reaction (Figure 3 in article)
reactant

24

Energy: -555.309710497

C -4.089402 -0.019916 0.153915
-4.681396 -0.037611 -0.912411
-4.801504 -0.110937 1.481473
-2.732078 0.081400 0.218168
-2.243852 0.107597 1.102131
-1.953259 0.173469 -1.006717
-0.528479 0.131280 -0.721183
-2.246406 -0.650566 -1.674900
-2.214593 1.098158 -1.545385
.655237 0.097340 -0.466187
.050893 0.050578 -0.170903
.678863 -1.175913 0.088459
.035695 -1.220156 0.377637
.782887 -0.045564 0.410841
.167654 1.176816 0.153510
.810765 1.228321 -0.134994
.086665 -2.088871 0.057991
.514391 -2.177291 0.577456
.847136 -0.082882 0.637108
.749628 2.096535 0.177872
.320957 2.179169 -0.337710
-4.134176 -0.081839 2.350516
-5.518049 0.714537 1.555191
-5.379506 -1.041285 1.508119
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Cu 0.783789 0.275334 -0.507549
Cl 1.287736 -0.294938 -2.547624
C 2.142040 1.591438 -0.733841
-0.633375 -1.163690 -0.358198
-1.508930 -1.603697 0.782156
-2.297938 -0.517966 1.376416
-2.749160 -2.599696 -0.130874
-0.866324 -2.540520 1.696330
-3.676546 -3.031211 0.707675
-3.342104 -1.848896 -1.065044
-2.172697 -3.631161 -0.721278
1.695253 2.872616 -0.476049
2.658723 3.882853 -0.386495
4.004227 3.601478 -0.581080
4.407656 2.300362 -0.870093
3.468593 1.273823 -0.957709
-1.146073 2.997621 1.921343
-0.373976 3.927007 1.729402
-2.639638 3.148383 1.820507
-0.730802 1.754206 2.310917
.669505 1.460838 2.420064
.162402 0.388765 1.531159
.820000 -0.627256 1.271544
.649744 -1.722016 0.920978
.109356 -2.987857 0.635069
.962259 -4.024755 0.290092
.339318 -3.817693 0.237304
.880072 -2.567721 0.533647
.041863 -1.517163 0.870579
.651018 3.114493 -0.297016
.325203 4.890996 -0.144944
.742988 4.398286 -0.515823
.458145 2.074132 -1.048191
.772124 0.261380 -1.217044
1.382858 0.973642 2.241860
.205351 2.394928 2.190668
.936456 1.167505 3.447395
.032811 -3.133154 0.702716
.550040 -5.005448 0.062734
.999225 -4.640059 -0.033874
.956696 -2.414473 0.499355
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-2.795572 1.111422 -3.394531
-1.022911 0.854228 -3.247598
-2.144709 -0.388148 -2.685479

.442174 -0.532166 1.106282
3.162612 2.185956 1.793826
-2.991896 3.731848 2.680268
-2.875531 3.711136 0.912003
-3.120683 1.523119 -0.781660
-4.384990 1.075559 -1.293079
-5.274424 0.827547 -0.102515
-1.973314 1.296893 -1.404624
-0.945425 1.603400 -0.815314
-1.993846 0.696245 -2.774004
-4.785330 1.855780 -1.956432
-4.254062 0.157247 -1.875654
-6.260189 0.478138 -0.430937
-4.824006 0.065337 0.545683
-5.408948 1.744986 0.482814
1
0
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Energy: -3848.41312741

Cu -0.014459 0.015715 0.000557
Cl -0.007390 0.014221 2.134073
C 1.851517 0.014226 0.294837
-2.025260 0.305370 -0.278029
-1.981675 1.722676 -0.801078
-2.638716 1.937762 -2.076237
-2.957037 2.645336 0.448114
-0.590750 2.208656 -0.653502
-2.957801 3.930403 0.132735
.199711 2.191089 0.454739
-2.422715 2.485334 1.644426
.592169 -1.149704 0.334135
.978650 -1.014669 0.241274
.564683 0.245179 0.144376
. 774640 1.389746 0.143046
.385610 1.287910 0.242669
.123452 -2.131350 0.412163
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4.597012 -1.911084 0.251853
5.647952 0.334847 0.084556
4.230253 2.376814 0.082202
1.754513 2.174825 0.272297
-0.510300 -3.267051 0.615329
0.516914 -3.685286 0.099392
-0.839597 -3.474245 2.066062
-1.430492 -2.562546 -0.114210
-1.152735 -2.245636 -1.495600
-0.171305 -1.157826 -1.697686

.562656 -0.353484 -2.271647
.502137 0.515748 -2.885343
.139250 1.823122 -3.245647

0
1
.087878 2.659235 -3.815012
.385878 2.200689 -4.032133
.745417 0.899549 -3.686128
.808533 0.054467 -3.112680
-2.173696 -2.052363 0.349231
-0.759373 -3.145177 -1.985480
-2.091172 -1.958415 -1.983164
0.125191 2.166606 -3.052906
1.814344 3.675635 -4.090018
4.125056 2.864532 -4.477688
4
3

NDWWN P = o

.760348 0.547253 -3.859071
.071653 -0.960244 -2.818952
-1.876780 -3.228303 2.318266
-0.631019 -4.515358 2.332058
-0.178937 -2.832751 2.662961

jasjijaciiie siite ite it i« i« s i s jile i« O HONONO N NONO NO NO I -1 @ IO NI« i siac i)

TS

45
Energy: -3848.38892019
Cu 0.653730 -1.010189 -1.051686
Cl 1.512475 -2.934619 -0.692560
C 2.394609 -0.350841 -1.297467
-1.181389 -1.599145 -0.549483
-2.594418 -1.089515 -0.438221
-3.504193 -1.764658 -1.368196
-3.045270 -1.700240 1.229860
-2.705825 0.366365 -0.358262
-4.287696 -1.339376 1.507604
-2.946395 -3.015413 1.282654
.226045 -1.162417 2.127278
.939950 -0.266468 -2.565308
.199229 0.318751 -2.698876
.879710 0.791283 -1.580808
.309482 0.676562 -0.317294
.051633 0.094610 -0.163800
.398563 -0.634883 -3.434657
.645380 0.403025 -3.688969
.862802 1.244876 -1.694330
.842837 1.033626 0.562376
.604696 0.002976 0.826257
.266167 -1.404185 -3.536164
.088531 -1.011842 -3.374615
.618673 -2.843069 -3.601790
.209992 -0.447281 -3.611443
.671108 0.896124 -3.421918
-0.508785 0.785334 -2.526245
0.089444 0.819886 -1.407886
0.342780 1.845523 -0.401625
-0.115882 1.709410 0.911872
0.214378 2.673668 1.855901
1.009699 3.761975 1.507270
1.475452 3.889382 0.202275
1.144760 2.936153 -0.752459
-3.153378 -0.676636 -3.300003
-1.406932 1.331202 -4.394903
-2.421843 1.524660 -2.926412
-0.749924 0.866105 1.178737
-0.153431 2.570095 2.874992
1.269659 4.509045 2.255027
2.103386 4.733863 -0.076134
1.532005 3.006257 -1.768754
-1.410261 -3.273968 -2.612905
-2.669868 -3.007476 -3.850836
-0.967009 -3.340278 -4.327933

NS 0N WS B BN
NS}

=

mIImIEoDoDoDDIDIDIoDoDoDOoOOoaooooazooom DD om0 000 no
[
=N R o

TS..>

S6



45
Energ

0.
-1
-1
-1
-0

mImIDDoDoDoDoDEDoDToDoOOoo0ozooommmn om0 0O0no

I,

45
Energ

-1

ooz aoonommmIT OO0 Q0 no
NSO BNNDWSWN

-1.

-0.
-1.
-2.
-1.
-1.
-3.
-1.

-0.

y: —-3848.39813144
Cu 0.403835 -0.955543 -1.159232
Cl 1.314041 -2.611394 -0.100981
C 2.074920 0.033312 -1.210084

418500
.625688
.563453
.446922
.301922
.588463
.696757
.669030

.687487
.063619
.791314
.151668
.784775
.106047
.560075
.863897
.721293
.2717375
-0.960817 -1.873793 -3.504633

254668

.573300
.800682
.250452
.395257

752628
630973
084824
159897
832701

0
0
0
0
0.
0
0
0
0
0

-1.699452
-0.995032
-0.567288
-2.411650
-0.033159
-2.003534
-3.355570
-2.899694
.120333 -2

.518408 0.
.118676 0.

.336946 -2.
.485825 -1.
.411745 -0.
181576 -0.
.005641 -3.
.396531 -3.
.665192 -1.

-0.883227
-0.314006
-1.359618
0.510839
0.732847
1.042895
-0.387536
1.457461
.453602
503297
327586
090696
022655
366316
470133
373042
830455
937955

-1.703769 -3.349362

-3.233066
-0.807442
0.488552 -
0.586514 -

-0.953005
0.830244 -
1.192759 -
1.871724 0
3.838947 2

y: —3848.45265841
Cu 0.111367 -1.630304
Cl 0.749925 -3.713263 -2.080905
C 2.014027 0.292135 -0.733818

134133
623209
446225
814734
932769
072975
528045
.014321

.591461
.720723
.296319
. 747590
.616040
.201132
.140563
.176700
.199511

168326

.188879
.156195
.637976
.891606
.568041
232897

-1.768608
-1.649573
-1.937056
-3.081896
-0.458841
-3.115368
-4.198880
-2.934646

-3.591210
-3.565049
3.261836
2.052090

0.359231 1.190370 -1.242278
0.605927 2.300536 -0.347254
-0.315809 2.548453 0.676332
-0.123239 3.644352 1.510157
0.968526 4.485351 1.321536
1.885539 4.232749 0.301119
1.715673 3.135150 -0.527776
-2.
-0.
-2.
-1.
-0.
1.111659 5.343448 1.976081
2.738703 4.892703 0.157128
2.431784 2.914793 -1.318821
-2.641833 -3.208165 -3.829502
-1.039048 -3.827985
-1.431924 -3.716063

-3.228420
4.104205
3.146939
.809534
.311816

-4.339098
-2.615516

-1.794350

0.056873
0.401898
-0.775652
1.534117
1.179101
1.947673
0.900448
2.574708

-0.635272 -1.611197
-1.356111 -1.234666
-1.141086 0.010621
-0.194714 0.875788
0.518827 0.508160
-0.744608 -2.624471
-2.089367 -1.920154
-1.706750 0.309691
-0.023201 1.851206

1

.235783 1.
-0.842029
-1.396041
-1.249984
0.082156 -
0.653694 -
0.234946 -

195255
-4.086010
-3.632871
-5.450878
3.439285
2.128877
1.648593

C 0.740756 0.955531 -1.083192
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C 0.562911 2.385743 -0.736629

C -0.550735 2.799688 0.002069

C -0.708706 4.141549 0.334617

C 0.240538 5.076775 -0.065030

C 1.360526 4.667213 -0.785923

C 1.526692 3.327844 -1.112581

H -2.755995 0.389698 -3.866848

H -1.569657 1.749841 -2.237634

H -2.369300 0.374464 -1.429818

H -1.264320 2.052784 0.353886

H -1.571140 4.453729 0.921034

H 0.115439 6.126334 0.195970

H 2.110010 5.395763 -1.090574

H 2.405421 2.998860 -1.667290

H -2.470511 -0.648978 -5.829557

H -0.788991 -1.173005 -6.138105

H -1.930975 -2.305521 -5.418050
TS

45

Energy: -3848.42590369
Cu -0.463796 -0.374066 -0.209004
Cl -1.029016 -1.897435 1.256436
C 1.786686 1.431106 -2.062991

-1.377385 1.145933 -0.897228

-2.265534 0.843394 -2.096691

-2.160133 -0.557790 -2.510102

-3.927496 0.988184 -1.336954

-2.188983 1.874559 -3.119348

-4.851067 0.743372 -2.253813

-4.042446 0.107635 -0.354892

.101479 2.207427 -0.854688

602362 1.911719 -0.757631

.159618 3.113410 -0.356966

914297 3.868069 -1.252224

102991 3.409031 -2.551561

544495 2.204096 -2.955122

1
3
4
3
1

1
S

.994405 1.345235 -0.058280
.992361 3.469669 0.657402
.346518 4.816414 -0.938066
.686620 3.994339 -3.259675
.699590 1.851841 -3.973098
.785359 -2.280258 -0.027514
.657596 -1.032999 0.010239
.503402 -3.000339 1.054857
.257811 -2.955853 -1.050901
.361438 -2.223320 -1.938177
.641147 -0.772028 -1.733889
.245380 0.143793 -2.503493
.275475 -0.190699 -3.960344
.344873 0.375159 -4.834051
.405978 0.069941 -6.190137
.384661 -0.792557 -6.675559
.310917 -1.358546 -5.803226
.254975 -1.061427 -4.445909
.194816 -3.965453 -1.002851
.572510 -2.474208 -2.986119
-0.685094 -2.482184 -1.723060
-0.428966 1.040037 -4.445610
-0.323892 0.505662 -6.869701
1.425044 -1.027588 -7.737786
3.081363 -2.028887 -6.180640
2.978516 -1.493573 -3.752218
1.808619 -3.065231 1.903720
2
3

OFRNNRFRPOORRPFPOOFRNREFRENWWHEONWNNER

.813050 -4.007818 0.759316
.372428 -2.417769 1.373596

IomoDoDoDIDoDoDToDToDTmOOoo000cazoooamononm Q" 000no

product (protonated)

34

Energy: -786.204501272

-0.066546 -1.137033 -0.202380
-0.002177 -1.044339 1.060052
1.178180 -0.591541 1.604772
2.025503 -0.361723 0.536954
1.225953 -0.686300 -0.702656
1.705537 -1.467379 -1.312229
-1.051467 -1.365501 2.052407
-0.704449 -2.148979 2.737102

maQImOQOQo0 Q=
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Energ

-2.
-2.
-1.
-0.
-2.

ion 1

ant

y: -673.

058140
640120
.826386
702046
203941
933000
506143
236614
.195413

.679887
.078127
.705474
.065012
.815560
.200951
.841405
.110588
.543148
.881907
.785526
.352119

.950746
.855280
.548880
.579426
.219739
.415406
.188135
.174006
.833334
.503728
.365812
.477509

y: —427

-1.285249 -0.482502 2.659458
-1.952227 -1.704587 1.535498
.302321
.088034
.240128
.984485
.594270
.459484
. 715223
.547685
.874675
.178498
.155545
.839982
.984609
.082026
.657377
.334694
.353133
.692390
.020606
.868462
.066788
.881410
.487434
.295771

0.030692 0.680884
0.260099 -0.561936
-0.495551 -0.808747
-0.299103 -1.965069
0.663212 -2.893296
1.430792 -2.653296
1.232062 -1.494245
-1.242308 -0.076501
-0.900358 -2.143978
0.818493 -3.798854
2.195408 -3.366713
1.850827 -1.293458
0.233192 1.976409
0.174888 -1.370458
-0.496942 3.127952
-0.284680 4.321884
0.660738 4.398713
1.389879 3.263535
1.174273 2.067216
-1.242961 3.082398
-0.869901 5.200660
0.824917 5.336549
2.132937 3.307462
1.748556 1.183170

153098765

0.007907 0.185254
-0.004525 -0.890334
-0.098931 1.507049
0.101671 0.245077
0.131332 1.122610
0.190144 -0.987062
0.140715 -0.713158
-0.631924 -1.652685
1.115676 -1.523528
0.099636 -0.470043
0.043723 -0.188988
-1.189283 0.039155
-1.242686 0.313779
-0.070836 0.363510
1.158004 0.137375
1.218610 -0.136610
-2.099981 -0.003969
-2.204873 0.489197
-0.115348 0.578319
2.075640 0.174760
2.174570 -0.315095
-0.008699 2.752729
1.032345 1.521011
-1.447690 1.485909
-0.082806 3.650413
-0.828901 2.806363
0.950220 2.813431
-1.548534 2.374304
-1.533587 0.589728
-2.282349 1.486159
0.942654 2.403844
2.015900 1.558607
0.995508 0.619835

3.78007071

Cu 0.716981 0.067950 -0.519656
Cl 1.305691 -0.507187 -2.541731
C 1.951517 1.500420 -0.743829

0 -0.
s -1
0 -2
Cc -2
0 -0.
F -3.

568468
.400898
.072748
.759491
766117
647663

-1.473260 -0.353936
-1.911471 0.821487
-0.810110 1.515757
-2.777086 -0.055161
-2.936294 1.641273
-3.218154 0.819240
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Energ
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I
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623808

.144092
.302905 1.
-1.075129 2.981046 2.
-0.218481 3.854979 2.
-2.561733 3.341924 2.
-0.751521 1.666465 2.
.623751 1.278670 2.414620
.110178 0.221574 1.504617
.827792
.725145
.266178
.181913
.542202
.003059
.100893
.329991
.836142
.287142
.210965
.697878

.498599
.790398
.829219
.286539
.503931
.577746
.087015
.121925
.994606
.708858
.396645
.543700
.324093
.671859
.740921
.987934
.165596
.340271
.538816
.391114
.874905
.173536
.656748
.829528
.614022
.117982

0.

1

3.

4

3.

2

-1

3.307253 0.698024
5.083609 0.061478
4.560746 -0.050099
2.275125 0.465060
0.491357 1.072826
2.150212 2.233905
4.328916 3.221826
4.040648 0.739540
1.073912 -0.987031
0.731934 -1.664138
0.689480 -0.609677
0.895784 -1.527935
1.220970 -0.851191
0.323231 -2.904963
1.494636 -2.429412
-0.240235 -2.159657
0.427914 -1.056345
-0.060161 0.150203
1.663931 -0.115176
0.756988 -3.579625
0.480820 -3.296658
-0.760550 -2.852312
1.626886 3.187668
2.506965 2.229908
1.426741 1.415265
4.379343 0.696568
4.911844 0.621924
3.355083 -0.100579
4.686956 3.204953
3.851689 4.196437
5.189931 3.134706

2.740424
3.836100
3.
2
1

675197

.411687

302710

758107
.796599
096102
.077428
781550
.497240
.501350

2.885745
4.811096
4.
2
0

536482

.279536
.318179
1.444998 0.926712 2.
.222984 2.187604 2.251091
.828514 0.927028 3.438486
.201002
.832724
.252603
.067303
.437781

-0.

-0.

1
0
0
0.
0
0

0.
-0.
-0.
-0.
-1
-1

y: —-3966.25843998
Cu -0.008123 0.112228 0.009344
Cl -0.005284 0.326283 2.131331
C 1.857415 0.182388 0.311729

.025402
.043725
.706135
.066876
.679871
.117816
.290259
.536417

.620152
.005212
.568086
.755921
.368096
.169332
.640951

0
1
1
2
2
3.
2
2
0
0

.305687
.682993
.771695
.645913
.245917
905513
.142564
.590703
.960824
.803534

-0
-0
-2
0.
-0
-0
0.
1.
0.
0.

-3.373721 -1.932397 -0.891713
-2.288708 -3.793549 -0.755725
1.392725
.258971

502288

.428096
.621473
.891213

960554
104370
018411
073731
271775

.255723
.905305
.628203

282755

.221145
.507504

843866
329466
191761
566589

.066406
.203882

184621

.285523
.909306
.196994
269262
.796887
.133355
300487
476946
440947
358902

0.458351 0.183665
1.583855 0.092095
1.459866 0.178747
-1.945092 0.574418
-1.684095 0.439308

S10
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5.650242 0.565915 0.133574

4.193130 2.573672 -0.029412
1.719129 2.333626 0.140092

-0.441175 -3.210474 0.705972
0.624995 -3.556851 0.209592
-0.821624 -3.573962
-1.365694 -2.542217
-1.067863 -2.237620
-0.106509 -1.132804
-0.339617 -2.239077

0
1
1
2.
3
3
2

.614346
.537217
.142852

074936

.387131
.778421
.858314

0
1
2
2
0
0

2

.521075 -2.
.796334 -3.
.624960 -3.
.190444 -4.
.921206 -3.
.083840 -3.

.139118

0.048157
1.427529
1.632299

886503
321936
928338
107160
684993
074608

-2.153035 -2.071021 0.379351
-0.647073 -3.133697 -1.901095
-2.003338 -1.973516 -1.933835

0
1
4.
4
3

.117761 2.121585 -3.156286
.777845 3.616762 -4.262371

113004 2.848546 -4.582182

.804691 0.588634 -3.827272
.145591 -0.904289 -2.719198

-2.044573 -2.824688 2.661039
-1.111722 -5.079693 2.121043
0.385277 -3.295437 3.034500
0.174325 -3.634152 4.058146
1.270360 -3.827132 2.666200
0.614074 -2.221255 3.069927

-1

-1.
-0.
-2.
-1.
-2.

TS

Energy:
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54

.351354
968101
240583
219666
904689
958513

-5.
-5.
-5.
-3.
-1.
-3.

424219
313432
639376
100878
734451
087798

-3966.23520387
Cu -0.573219 -0.442245 -0.769777
Cl -0.344734 -1.159287 -2.770815

3
1
1
3.
2
2

.136561
.472254
.758931
709348
.629114
.108280

-2.253191 -1.284160 -0.772598

0.983932 0.772006 -0.843019
1.955963 1.437388 0.093059
3.177464 0.656248 0.295551
2.448620 2.875248 -0.931478
1.348713 2.015127 1.291934
3.319268 3.612119 -0.258341
2.999190 2.470624 -2.061557
1.377670 3.611964 -1.203847
-2.409839 -2.546310 -0.229314
-3.698790 -3.075112 -0.157462
-4.786559 -2.349668 -0.634044
-4.593376 -1.090674 -1.193135
-3.312308 -0.546149 -1.273005
-1.554123 -3.104801 0.144923
-3.846170 -4.063255 0.276566
-5.788499 -2.771611 -0.577201
-5.438995 -0.523613 -1.579454
-3.158487 0.438560 -1.714981
1.749181 -1.934981 1.139836
0.578327 -2.014379 0.711219
2.899355 -2.644154 0.461768
1.913310 -1.267822 2.297513
0.692284 -0.720030 2.868267
-0.287614 -0.475229 1.800956
1.048314 0.166768 1.027657
-2.031132 1.241433 1.117262
-1.785123 2.497496 0.555927
-2.771948 3.474600 0.608336
-4.002487 3.206422 1.201233
-4.249123 1.950300 1.747627
-3.269631 0.966496 1.705575
2.812111 -0.858181 2.524078
0.294250 -1.407379 3.628598
0.910439 0.252005 3.330831
-0.818790 2.706160 0.102079
-2.574442 4.454813 0.178483
-4.771733 3.975932 1.233236
-5.211816 1.730918 2.206071

S11
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Energ

C 2.109237 -1.

[
N

54
Energ

.252928
.640912
.440869
.639154
.683006
.038225
.459008
.329366
.653369
.897942
.026514

-3.462849 -0.031526 2.099124
.860200

2.338464 -1.036430

2.261308
4.141360
4.719474
4.390227
4.450686
2.819792
1.192174
2.526186
2.911294
2.618790
1.271230

y: —-3966.24687971
Cu 0.287213 -0.570805 0.460092
Cl 0.024224 -0.962233 2.575700

1.

0
0
1
0.
0
0
2

051618
.694198
.213316
.765104
259266
.526459
.918006
.116692

-1.535358
-1.482377
-1.226172

251930 0.487735

-2.358841 -0.164262 -2.237748
0.179296 -1.283488 -3.076604
-0.399620 0.393157 -3.184499

O -1.442230 0.407677 0.363162
S -1.671261 1.807576 -0.152476
0 -2.343803 1.809696 -1.456802
C -2.936585 2.384021 1.043603
0 -0.522934 2.690266 0.017937
F -3.319977 3.607868 0.715552
F -3.987896 1.574024 1.004600
F -2.434335 2.391038 2.263165
C 2.310864 -2.452510 -0.180580
C 3.394886 -3.246890 0.189813
C 4.262740 -2.823775 1.190401
C 4.051253 -1.605008 1.834134
C 2.968869 -0.808108 1.487252
H 1.627121 -2.771083 -0.964659
H 3.559072 -4.195892 -0.317413
H 5.112908 -3.443585 1.469220
H 4.723806 -1.276032 2.624016
H 2.793980 0.142086 1.987718

C -1.784238 -1.792255 -1.153564
0 -0.774952 -2.300971 -0.645095
C -3.183594 -2.207953 -0.736444
N -1.648276 -0.890015 -2.160247
C -0.316211 -0.475352 -2.517780
C 0.605001 -0.118237 -1.410851
C 1.720087 0.220652 -0.931388
C 2.855675 1.116411 -0.899888
C 2.617431 2.486207 -0.737763
C 3.691429 3.368793 -0.763442
C 4.984590 2.893647 -0.954968
C 5.217424 1.527594 -1.114673
C 4.158558 0.634160 -1.076211
H

H

H

H

H

H

H

H

C

C

Cc

H

H

H

H

H

H

H

H

H

.596352 2.834028 -0.582879
.512995 4.434060 -0.632070
.820926 3.590332 -0.976733
.230532 1.159582 -1.264281
.326129 -0.436855 -1.185039
.270142 -1.278117 -1.269298
.380427 -3.614821 -1.318815
.245993 -2.267465 0.789964
.371416 -3.993046 -1.033506
.323095 -3.605966 -2.416804
.621413 -4.307116 -0.934234
.216540 -2.681377 1.095968
.449447 -2.900781 1.196850
.136745 -1.269147 1.230826
.247665 -1.631909 -0.916151
.147217 -0.247067 -0.909107
.307903 -1.269544 -2.367977
y: —3966.29978967

Cu 0.263819 -1.437119 -1.959633

Cl 0.915397 -3.493218 -2.426942
C 2.071249 0.392301 -0.698732
0 -0.137448 -1.738663 -0.146995
S -1.655056 -1.696675 0.052861

512



-2.347440 -1.906629 -1.222530
-1.904009 -3.226577 1.036715
-2.090187 -0.585981 0.886568
-3.196894 -3.341349 1.302851
-1.499483 -4.274853 0.351472
-1.228552 -3.140105 2.168741

.688008 -0.461530 -1.623445
. 791959 -1.225047 -1.252442
.300831 -1.126814 0.035271
.713469 -0.252333 0.950003
.608047 0.503586 0.588057
.356599 -0.470397 -2.663319
.243587 -1.899645 -1.976799
.159515 -1.726964 0.330026
.114433 -0.171511 1.958879
2.129405 1.163686 1.310453
-1.111329 -0.677474 -4.140485
0.039163 -1.043962 -3.777051
-1.702998 -1.352558 -5.362755
-1.831683 0.210518 -3.464620
-1.458057 0.830091 -2.194615
-0.130455 0.403018 -1.696774
0.817676 1.091182 -1.055491
0.637398 2.502271 -0.642158
-0.518530 2.900664 0.037419
-0.678956 4.225898 0.429187
0.311203 5.161661 0.147944
1.472749 4.767609 -0.513336
1.640050 3.444167 -0.898852
-2.780218 0.373410 -3.778234
-1.430478 1.922627 -2.338866
-2.258075 0.602744 -1.474350
-1.267825 2.152669 0.299683
-1.576013 4.524029 0.969136
0.184709 6.198518 0.454845
2.253660 5.495844 -0.725808
2.549929 3.127628 -1.408731
-2.882018 -0.592017 -5.961674
-0.607276 -1.533300 -6.412788
-2.163155 -2.728321 -4.848926
-2.588498 -3.299339 -5.685314
-1.322526 -3.293701 -4.424689
-2.930852 -2.628800 -4.068771
-1.014074 -2.095722 -7.263087
-0.242277 -0.567249 -6.787536
0.241043 -2.090676 -6.001462
-3.209807 -1.104764 -6.874578
-3.756864 -0.569860 -5.294515
-2.615498 0.437442 -6.239452

B OB DN WS WN
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TS,

54

Energy: -3966.27247286

Cu 0.237859 -1.323754 0.343937

Cl 1.256851 -3.160111 -0.322579

C 0.011656 1.906311 1.498094
-1.554971 -1.072920 0.940999
-2.554704 -0.839339 -0.182513
-1.901774 -0.816569 -1.493317
-3.488413 -2.416489 -0.147242
-3.511546 0.210100 0.132076
-4.404314 -2.403564 -1.103885
-2.659249 -3.428025 -0.350350
-4.082819 -2.565455 1.025199
0.187806 0.946339 2.506196
0.107982 1.295965 3.843027
-0.152656 2.614829 4.207483
-0.334900 3.578269 3.220914
-0.255962 3.229177 1.879718
0.363921 -0.090255 2.23424¢6
0.236081 0.530271 4.605445
-0.222227 2.887354 5.259043
-0.544590 4.610347 3.495792
-0.398750 3.990072 1.114729
2.909340 -0.531523 -0.446185
2.149063 -0.309175 0.533871
4.346711 -0.943020 -0.222004
2.444667 -0.285541 -1.670812
1.024951 0.023011 -1.796072
0.543044 0.409318 -0.437754
0.128504 1.575214 0.075724

ooz aoonommT OO0 00 no
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36
Energ

Cc -4.
-4.
-4.
-2.
-2.
-1.
-0.
-2.

I
NS}

N BB NN B BSNDND O
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Energ

0 -0.

-1
-2

S
o
C -2.
0 -0.

.322424
.683212
.087780
.146167

.211163
.624085
.946968
.879647
.480565
-2.415372 2.125053 -0.682758
-3.148317 3.829938 -2.335624
-1.470136 5.224688 -3.520059
.949800
.684580
.420658
.901732
.132935
.914701
.287994
.991556
.184734
.094516
.741542
.465178
.059752
.813014

ion 2

ant

y: =712.

075092
672460
829942
715459
202390
960660
530476
254080
.248014

.658864
.060381
.762945
.125889
.830294
.126432
.763563
.224630
.660743
.297726
.661729
.225784
-3.930672 -0.116170 2.735387
-5.714422 1.169442 1.554619
-5.710287 -1.328359 1.473479
6.797001 0.820021 0.186029

6.478280 -0.139602 1.634594

6.794467 -0.953056 0.098497

-4.
-3.
-3.

549774
292427
293268
.347215
.350560
.101392
.352239
.108637
.353795

2
2.
3
4

.577780

748808

.702311

481452

-0.937301
-1.198648
-2.127359
-2.793495

4.309369 -2.533956
3.356337 -1.609176
-0.635167 -2.476994
0.873359 -2.475354
-0.841282 -2.202672

4.921533 -3.048841
3.215655 -1.391906
-1.824999 1.023554
-1.698681 -1.427345
0.356327 0.003190
-2.049830 -1.194476
-2.578756 -1.663774
-1.063187 -2.321147
0.111272 0.201121
1.011223 -0.878375
0.909596 0.866403
-2.115883 1.195048
-1.291326 1.909974
-2.730411 0.899873

43

7796218

-0.033537 0.170783
0.003571 -0.895925
-0.077623 1.503949
-0.037922 0.210105
-0.067928 1.078929
0.002127 -1.033772
-0.011797 -0.774069
-0.852120 -1.663310

0.
-0.
-0.
-1.
-1.
-0.

899429
023881
038819
250024
258079
068766

-1.603421
-0.543238
-0.276892
-0.213346
0.042202
0.245100

1.136138 0.176601

1.157371 -0.078412
-2.182784 -0.373151
-2.207588 0.084098
-0.086025 0.551345
2.074769 0.324408

2.102451 -0.133116

-0.145227 3.642307
-1.011813 2.754374
0.777080 2.810810
-1.364741 2.368507
-1.324517 0.584072
-2.243439 1.453134
1.144903 2.449408
2.085906 1.595019
1.221837 0.666133

y: —-4313.06620441
Cu 0.698892 0.072645 -0.510747
Cl 1.350776 -0.522009 -2.513927
C 1.914572 1.528029 -0.688053

589096
.430228
.135519
761446
789823

-1
-1

-0.

-2
-2

.481247
.887138
767922
.823246
.860942

-0.360937
0.819258
1.450173
-0.026619
1.695035

S14
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3.
4
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F
F
F
C
C
C
C
C
C
0]
C
N
C
C
C
C
C
C
C
C
C
H
H
H
H
H
H
H
H
H
H
C
H
H
C
C
C
0
C
C
C
0
C
H
H
H
H
H
H
H
H
H
H
H
H
H
H
H
H
H
H
H
H

I,

57
Energ

-4
-4
-3

Qs O QO no

-2.
6.478895 -4
5.158208 -5
5.472728 -4

-1.
-2.
-3.
-3.
-1.

546456

.089491
.269608 1.
-1.047053 2.997692 2.
-0.165949 3.851001 2.
-2.520912 3.399129 2.
-0.763949 1.666743 2.
.590946 1.229720 2.440955
.087085 0.200968 1.501747
.815390
.701198
.233507
.133749
.502998
.961496
.078133
.269667 2.877163 -0.
.738359 4.830598 -0.
.193934 4.606401 -0.
.158372 2.371586 -1.
.682972 0.382692 -1.
1.478186 0.953076 2.
.222683 2.126266 2.348762
.735445 0.826047 3.455795
.169841
. 773534
.454075
.027666
.432526

.495554
.778637
.705984
.301726
.520103
.578201
.102390
.135795
.009539
.754065
.396400
.546900
.304820
677771
.736850
.994346
.202710
.380409
.524583
.385975
.739376
.023532
.512190
.803023
.670718
074372

0.

1

3.

4

3.

2
1

3
5
4
2
0

2.

4
4
1
0
0.
0
1
0
1

2.755450
3.866999
3.
2
1

733597

.482175

357658

777781
.817177
119114
.103262
832895
.540060
.536966

-0.

1
0
0
0.
0
0

0.

-3.618339 -3.286363 0.866920

-3.423364 -2.019662 -0.867935
-2.257270 -3.830861 -0.716951
1.334774
.179473

.432442
.351287
.549719
.830682

905795
160589
169317
065099
251256

.268100
.911905
.653055

289697

.179616
.458276

813519
256571
101915
487751
008789
156742
125456

.326192 0.751251
.111172 0.084885

.905482
.325258
.530623
233083
.400984
.091870
.154065
.736008
731453
.862088
.213727
.144182
.441604

-0
0.

1
2
3.
0

.249509
390096

.032266
.186777

192868

.713176
1.
-1.
-0.
-1.
-0.
-2.
-2.
-0.263945 -2.123392

059273
691432
620304
550204
888927
857545
501680

0.437717 -1.040496
0.019649 0.168699
1.726502 -0.170165
0.521213 -3.584809
0.238001 -3.248671

-0.924199 -2.692719
.140165
.153628
.364921
.616657
.620753

1.

5.

2
1
4
4.
3
4
3

697779
.619481
.513266
.456353
945909
.393883
.792373
.926328
238618
.696718
.886138
.990330

3
2
1
0
0
-0
3
4
3
0
0

1

y: —-4005.54443318
Cu 0.025884 -0.009160 0.000991
Cl 0.012752 0.002357 2.133504
C 1.642529 0.927789 0.280630

844833
560089
226927
882561
650121
.574955
.685604
.351778

-0.781676 -0.263412

.112084

.117607
.178586
.137623
.079341
.142826

.345423

0.451673 -0.768733
0.295745 -2.048409
0.689075 0.479643
1.604976 -0.603441
1.774367 0.171611
-0.362715 0.474047
0.831995 1.679832

2.869920 0.296155 0.286351
3.999367 1.115950 0.232541
3.870532 2.502284 0.201477
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.610841 3.091519 0.227780
.463614 2.298631 0.288385
.959957 -0.790645 0.305631
.985487 0.653850 0.219035
.760999 3.127912 0.170953
.506685 4.175435 0.218917
.471158 2.744704 0.339825
.252401 -3.161118 0.313366
.336488 -2.904096 -0.198209
.141678 -3.798688 1.696312
.094998 -2.949800 -0.383771
.161533 -2.393957 -1.714464
.445295 -0.941919 -1.774838
.653663 0.147283 -2.316093
.978235 1.408537 -2.864925
-0.029745 2.338511 -3.174165
0.320437 3.579512 -3.675025
1.661063 3.923237 -3.887250
2.655320 2.988089 -3.581486
2.325714 1.742851 -3.075766
-0.805385 -2.953899 0.079036
0.954215 -2.911377 -2.269140
-0.797655 -2.573868 -2.213678
-1.069552 2.077128 -2.988348
-0.458261 4.306469 -3.905148
2.016791 5.263370 -4.452326
3.701882 3.250712 -3.735072
3.098740 1.022165 -2.813824
-0.268186 -3.765145 2.280514
1.588433 -5.254679 1.516110
.111549 -3.075704 2.630322
.127933 -3.576257 3.608244
.126307 -3.084829 2.215845

2

2

0

1

OO O0OO0OORNEFEONDBBNREN

.808103 -2.030914 2.786019
.578054 -5.769930 2.486594
.915561 -5.797110 0.836396
.605074 -5.301734 1.106647
-0.251967 -4.194758 3.291060
-0.653965 -2.738872 2.367638
-0.975453 -4.368721 1.692657
1.369687 6.053250 -4.051190
3.058458 5.530864 -4.239169
1.893446 5.272396 -5.544590
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NOREFE WNhN

TS,

57
Energy: -4005.51975552

Cu -0.246281 -0.661733 -0.812789
Cl 0.248495 -1.345706 -2.776992
C -1.613996 -1.952842 -0.815645

0.838379 0.985286 -0.905448
1.626631 1.830321 0.060561
2.969832 1.305889 0.317667
1.869637 3.330091 -0.965569
0.871310 2.281956 1.227558
2.548180 4.227936 -0.266150
2.539931 3.035820 -2.065076
0.689042 3.839527 -1.293928

[y

.413333 -3.201703 -0.256275
.498354 -4.076051 -0.192120
.740349 -3.697095 -0.692240
-3.905729 -2.441379 -1.267024
-2.832012 -1.554521 -1.340056
-0.439520 -3.489608 0.134580

-2.363886 -5.060768 0.253819
.580915 -4.387076 -0.641306
-4.871903 -2.143656 -1.671719
-2.960240 -0.571470 -1.793869
2.319043 -1.467401 1.232622

1.235013 -1.831320 0.731884

3.649835 -1.867553 0.637483
2
0

[
w N

.239783 -0.799801 2.399785
.888657 -0.579800 2.891104
0.061552 -0.574176 1.770463
-0.926071 -0.159186 0.952810

ooz aoo0onommmnm T mEE O QO no
I
o~

-2.154830 0.624259 0.968846
-2.256779 1.830001 0.268590
-3.462939 2.515263 0.254316
-4.591300 2.020355 0.913649
-4.478951 0.804808 1.590312
-3.277601 0.109610 1.622358
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2.993299 -0.185921 2.684826
0.629733 -1.353564 3.628562
0.828685 0.407829 3.368091

-1.386456 2.228894 -0.248408
-3.532914 3.458738 -0.287745
-5.880611 2.785265 0.904468
-5.351186 0.392305 2.098277
-3.207662 -0.856334 2.122704
3.611856 -1.643401 -0.874456
4.820658 -1.115939 1.262855
3.783039 -3.369674 0.937050
4.732179 -3.733238 0.521780
3.787268 -3.567938 2.018457
2.966009 -3.939234 0.477745
5.751786 -1.455371 0.791447
4.736187 -0.035209 1.095549
4.916195 -1.320534 2.339739
4.551588 -2.007528 -1.311042
2.780306 -2.183781 -1.343374
3.504216 -0.578214 -1.111248
-6.739765 2.132348 1.101223
-5.883908 3.569122 1.675186
-6.046506 3.283308 -0.059144
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TS..>

57

Energy: -4005.53220768

Cu -0.025417 -0.705208 0.470114

Cl -0.417351 -1.120111 2.562139

C 1.661528 -1.672066 0.517969
-1.573109 0.536077 0.358062
-1.540273 1.975687 -0.093662
-2.161611 2.150636 -1.411388

-2.720941 2.706312 1.104020
-0.262276 2.636321 0.146340
-2.855525 3.998968 0.851956
-3.903038 2.114171 0.982150
-2.273039 2.540384 2.333495
1.680659 -2.871118 -0.182836
2.603442 -3.846971 0.189966
3.498616 -3.603572 1.225750
3.474871 -2.384302 1.902251
2.552311 -1.407522 1.553478
0.977998 -3.048438 -0.994364
2.621551 -4.796156 -0.342530
4.223765 -4.365119 1.506817
4.168545 -2.194945 2.719303
2.523441 -0.455394 2.079423

-2.214124 -1.518553 -1.251652
-1.321220 -2.207278 -0.738401
-3.676705 -1.711915 -0.892978
-1.896366 -0.613713 -2.215081
-0.501770 -0.417577 -2.516003
.424338 -0.251200 -1.368270
.570104 -0.114392 -0.859804
.832734 0.579984 -0.775800
.823033 1.969618 -0.608151
.026907 2.661782 -0.596221
.245001 1.998446 -0.751404
.235187 0.607594 -0.918814
.047911 -0.102511 -0.919056
-2.471492 0.224899 -2.277315
-0.128200 -1.281696 -3.085670
-0.414219 0.470297 -3.156121
.870560 2.483560 -0.480177
.020156 3.743577 -0.463971
.541476 2.748080 -0.714862
.180351 0.079772 -1.047675
.047050 -1.185346 -1.039784
4.576479 -0.599761 -1.424238
-4.078028 -3.048410 -1.533185
-3.805279 -1.809276 0.627319
-5.610618 -0.796751 -1.112484
-4.297272 0.385235 -1.024344
-4.573491 -0.552132 -2.522549
-4.838013 -2.080837 0.885741
-3.129045 -2.568026 1.037342
-3.565114 -0.853376 1.107937
7.001468 2.690602 0.281813
7.266355 2.334237 -1.427052
6.401107 3.810080 -0.947875
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H -5.127950 -3.267014 -1.295575
H -3.976817 -3.015352 -2.627547
H -3.457731 -3.867536 -1.149047

I

57
Energy: -4005.58453112
Cu 0.267363 -1.445253 -1.970005
Cl 0.924543 -3.502909 -2.426366
C 2.071504 0.393925 -0.727352
-0.128346 -1.736306 -0.153919
-1.645074 -1.697307 0.051136
-2.341982 -1.918096 -1.219947
-1.885776 -3.221334 1.046039
-2.080845 -0.582752 0.879356
-3.177340 -3.338323 1.318105
-1.480895 -4.273246 0.366499
-1.206327 -3.125561 2.175019
.687482 -0.460521 -1.652024
.793853 -1.221375 -1.282451
.305643 -1.120098 0.003800
.718802 -0.245168 0.918532
.611250 0.508203 0.557974
.353274 -0.471804 -2.690979
.244739 -1.896630 -2.006666
.166021 -1.718335 0.297552
.121881 -0.162238 1.926419
2.132726 1.168597 1.280144
-1.121166 -0.705825 -4.149920
0.032104 -1.066201 -3.789850
-1.716773 -1.391310 -5.364582
-1.840953 0.184878 -3.476896
-1.463024 0.814802 -2.213162
-0.132237 0.395335 -1.717878
0.815453 1.089714 -1.081944
0.632935 2.500473 -0.673358
-0.524314 2.906908 -0.003132
-0.681760 4.232434 0.386808
0.303422 5.183439 0.121117
1.467792 4.765176 -0.532518
1.637298 3.444666 -0.918340
-2.791884 0.341603 -3.786265
-1.437454 1.906324 -2.365650
-2.260099 0.591983 -1.488252
-1.279033 2.164376 0.259439
-1.582329 4.531772 0.923762
0.127398 6.618143 0.519040
2.255202 5.492498 -0.734538
2.554064 3.130728 -1.417582
-2.901212 -0.638862 -5.963026
-0.625528 -1.575399 -6.418702
-2.169681 -2.765100 -4.839388
-2.595826 -3.343826 -5.670072
-1.325268 -3.324068 -4.414126
-2.934895 -2.662905 -4.057165
-1.034535 -2.144491 -7.263509
-0.265278 -0.610619 -6.801275
0.226452 -2.127436 -6.007755
-3.231840 -1.159085 -6.870679
-3.772801 -0.614771 -5.291688
-2.639405 0.389490 -6.249281
1.047260 7.031152 0.952783
-0.125759 7.244345 -0.348228
-0.676564 6.737723 1.255024
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TS:”

57
Energy: -4005.55722256
Cu -0.007511 -0.003675 0.014784
Cl 0.028958 -0.000961 2.219636
C 0.894146 0.984171 -3.151871
0 -1.327698 -0.702056 -1.169051
S -1.155774 -2.172328 -1.520131
0 0.043813 -2.744887 -0.904969
C -2.556092 -2.914056 -0.598701
0 -1.404298 -2.440925 -2.927921
F -2.546758 -4.227088 -0.773816
F -2.431545 -2.645141 0.691436
F -3.702240 -2.422229 -1.039961
C -0.092639 1.785589 -2.558242
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React
react

36
Energ

C -4.
-4.
-4.
-2.
-2.
-1.
-0.
-2.

I
N

-4

ja=iyaciaciieciie s O N O NO NN 115 :l O NONONO N NONO M=o oI~ oNe]
N B B NN DNDNDO

-5.
-5.

-3.
-3.
-6.
-6.
-5.

ion 3

ant

y: =712.

057469
636569
834095
698617
200532
924042
498262
208111
.200911

.686623
.083840
.678484
.034424
.808994
.223430
.864480
.055787
.485852
.874154
.834594

240623

.955312
743709
688798
.589016
300042
337051
340103
313592
061635

-0.732326 2.778283 -3.280241
-0.403540 2.994275 -4.616488
0.568551 2.205016 -5.222222
1.210046 1.208342 -4.499787
-0.376566 1.608277 -1.524988
-1.503027 3.377859 -2.800137
-0.911907 3.770627 -5.185480
.827955
.970152
.518410
.599496
.057453
.071774
.431309
.554185
.616344
.452754
.858820
.654697
.043283
.622736
.838563
.663859
.186870
.868965
.777042
.187919
.881645
.703394
.298663
.913041
.699335
.101618
.002286
.991007
.611524
.508117
.935821
.651574
.306593
.455721
.131015
.883233
.496862
.923722

2.362314 -6.267562
0.595988 -4.981234
1.174968 0.782360
1.448783 -0.035798
2.238019 1.712379
-0.035733 0.722866
-1.019251 -0.142722
-0.263122 -1.083621
-0.048324 -2.404317
-1.032634 -3.155176
-2.101890 -3.831649
-2.984774 -4.548895
-2.832620 -4.608334
-1.762324 -3.925043
-0.871131 -3.200763
-0.354547 1.479263
-1.561976 -0.725643
-1.748554 0.458157
-2.243148 -3.782957
-3.819885 -5.072228
-3.808741 -5.378067
-1.622089 -3.966401
-0.031665 -2.675916
3.161268 2.128064
1.617361 2.951292
3.021865 0.904591
2.418446 3.636950
0.969249 3.485454
1.048623 2.716247
3.828970 1.528203
2.379637 0.589733
3 0.010833
3 2.790967
3 1
2 2

.472554
.942788
.643978 1.257086
.603016 2.658271
-4.797184 -4.898162
-3.951052 -6.396451
-3.476275 -5.455187

438974521

0.032476 0.202979
0.153476 -0.867476
-0.143405 1.512399
0.048420 0.267488
-0.047856 1.140188
0.209354 -0.953922
0.167805 -0.672996

-0.579691 -1.667432

1.158062 -1.439305
0.120558 -0.422312
0.078827 -0.134240
-1.130732 0.248183
-1.192216 0.536070
-0.040488 0.441094
1.162840 0.059838
1.249575 -0.232275
-2.021541 0.314039
-2.137210 0.832434
-0.077356 0.663812
2.062799 -0.014255
2.547115 -0.643256

-0.275126 2.752139

1.077925 1.656724

-1.402306 1.354513

-0.395976 3.641170

-1.157250 2.703503

0.619295 2.918500

-1.529721 2.230626

-1.331134 0.456990

-2.300696 1.264696
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Energ

-1
-2
-2
-1
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1.

s oW

-1
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-0.

y: -4313.06885409
Cu 0.512494 -0.058828 -0.528593
Cl 1.157857 -0.778327 -2.504065
C 1.765830 1.374941 -0.670620

894850
.903996
.945224
.760089
.328213
.685541
.347881
.897198

.231464
.076258
.402160
.898604
.077461

318442

.691100
.953017
.275374
.277845

.572507
.580189
.245757
.366646
.635618
.685869
.235423
.215143
.2745717
.794751
.629746
.685849
.558112
.614150
.936343
.262015
.643467
.676699
.493992
.510938
.167305
.408008
.084065
.483832
.705301
.720207

0.
0.
1.
3.
3.
3.
1.
1.

3
4
3
1
0

2.

4
4
1
0
1
0

1.

1.510145
1.692190
0.656698
3.206230
2.043539
3.551736
2.974405
4.200174

2.561193 -
3.671582 -
3.
2
1

574665 -

.362956 -
.236082 -
-1.043038 2.732704 2.365294
-0.045833 3.371177 2.677726
-2.379999 3.432576 2.112331
-1.000695 1.374930 2.190676
.184056 0.642244 2.546920

.903041
.792574
.874734
.680936
.815398
.090563
.275896
.170744
.200606 2.646651 0
.675767 4.602068 0
.053257 4.445269 -
.931787 2.281971 -
.458376 0.294172 -
-1.835669 0.855238 1.932607
0.877865 1.380234 2.973587

-0.052272 -0.110445 3.312030

081042
900560
732373
086337
834699
282490
950854
177599

.686562
.877611
.901126
.524907
.133467
483637
.459248
.154907
.475518
.971068
.559704
.884488
211648

-6.396293 0.962028 2.533470
-5.156986 1.997991 1.790009
-6.368539 1.197818 0.764447
2.980347 3.355903 -0.660199
1.789630 2.475758 -1.642482
1.431555 2.837292 0.040952

-0.363826
0.736212
0.739145
0.152758
2.030686
1.031777
-1.019448
0.013047
0.206944
0.140287
0.541477
1.011981
1.079207

1.465062
1.171703
0.815142
0.444191
0.139954
0.198492
0.568453
0.872020
.122200

.259449

0.486584
1.347482
1.466631

0.353357
-0.149365
-0.044896
0.619014
1.162133
2.068995
3.226575
0.767321
-1.231755
-1.672808
-0.768847
-1.601116
-1.008959

-0.098040 -2.726006
1.261704 -2.721529
-0.125240 -1.605552
1.279427 -1.119464
1.189265 0.254748
2.654384 -0.754573
0.240508 -3.530976
-0.253915 -3.105952
-1.063732 -2.359885

1
3
1
4
4
3
5
3

5.
0.800224 -3.326952
1.375552 -4.779651
0.682759 -3.407111

.913711
.068440
. 777511
. 715110
.865017
.440283
.052143
.969551
134204

3.003522
1.935120
1.230495
0.551366
0.792224
-0.051157
3.027479
4.202536
3.293679
-0.547494
0.299292
1.203684
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I,

57

Energy: -4005.54410497
Cu -0.004162 0.142053 0.195926
Cl 0.048055 0.300036 2.325144

c
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1.870820 0.156350 0.415887

-2.006791 0.345606 0.012793
-2.113152 1.722535 -0.606919
-2.914190 1.782415 -1.815852
-3.045853 2.665596 0.660421
-0.760703 2.317189 -0.630192

-4.226393 2.098479 0.848188
-2.378396 2.682199 1.798601
.615345 .002903 0.521915
.005094 .868767 0.496212
.596133 0.388582 0.392889
.805696 1.529995 0.312354
.413432 1.425985 0.340145
.147420 -1.985200 0.598937
.622365 -1.763416 0.564872
.681117 0.478760 0.389610
.263208 2.515830 0.245398
1.782518 2.314127 0.313638
-0.442277 -3.191222 0.664387
0.609605 -3.555052 0.150212
-0.834950 -3.608345 2.079790
-1.336386 -2.441430 -0.047862
-1.026764 -2.056963 -1.403306
-0.088537 -0.910597 -1.541005

0
1
1
2
2
-3.215908 3.906441 0.231120
2
2
-1
-0

SO NN W N

0.624020 -0.178138 -2.241336
1.541749 0.640279 -2.929301
1.115205 1.735958 -3.719755
2.100068 2.477582 -4.368732
3.449761 2.166770 -4.241365
3.862100 1.084328 -3.465411
2.909565 0.318498 -2.820460

-2.117701 -1.983501 0.404611
-0.581597 -2.919691 -1.913640
-1.961506 -1.785189 -1.908095
-0.324541 2.104709 -3.856925
1.795914 3.321096 -4.987724
4.189594 2.774382 -4.760484
4.917943 0.841380 -3.366949
3.197261 -0.531780 -2.203711
-2.030851 -2.843273 2.640848
-1.172939 -5.101480 1.995985
0.382995 -3.407071 2.981564
0.162525 -3.777930 3.991981
1.248465 -3.953919 2.589587
0.648515 -2.343206 3.058533
-1.416693 -5.484648 2.996576
-2.040796 -5.278164 1.344321
-0.322691 -5.671186 1.601301
-2.215706 -3.167276 3.673740
-1.852734 -1.758006 2.666042
-2.953765 -3.045430 2.077346
-0.653646 2.695476 -2.991848
-0.490530 2.701562 -4.760961
-0.982757 1.229040 -3.892265

TS,

57

Energy: -4005.52061783
Cu 0.538844 0.437383 -0.837560
Cl 0.239191 1.144032 -2.838963

C

O QEEmO OO0 no

2.130762 1.456132 -0.870868
-1.070068 -0.699038 -0.876035
-1.764671 -1.563257 0.142601
-2.681022 -0.804644 1.002373
-2.853175 -2.534177 -0.967759
-0.904710 -2.541828 0.798830
-3.597588 -3.351688 -0.237202
-3.645722 -1.728539 -1.658425
-2.116821 -3.248525 -1.805151
2.078931 2.760283 -0.407909
3.262959 3.495080 -0.362901
4.461734 2.930133 -0.785551
4.481053 1.624541 -1.261894
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1.697876
3.734123

5.048277

4.525431

2.701748

-3.179856
-4.259584
-2.882638
-3.789284
-2.749178
-2.026426
-5.158995
-4.371400
-4.225179
-4.060428
-2.299780
-3.313402
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TS,

57

2
3
3
1
0

2.

3.305628 0.875431 -1.315993
1.139069 3.203442 -0.087027
3.238211 4.521176 0.001873

5.381074 3.512099 -0.752342
5.412303 1.176631 -1.605316
3.329671 -0.139994 -1.708290
-1.749571 1.867631 1.261929
-0.673028 1.933155 0.640611
-3.037710 2.429392 0.703751
-1.691911 1.373788 2.518746
-0.383749 0.864537 2.891841
0.390615 0.443795 1.717328

1.129199 -0.204078 0.922977
2.170845 -1.214080 1.097415
2.465066 -2.208266 0.142488
3.505084 -3.095774 0.426252
4.242913 -3.022014 1.600050
3.952610 -2.034932 2.535133
2.924285 -1.142841 2.279128
-2.515376 0.910039 2.884027

0.165733 1.633549 3.455822
-0.503376 -0.018846 3.535604

.385887 -1.130327

.871159
.731821
.955262
.350677
006645

1.989394

0.
2.219330 -3
0.696294 -2
1.559081 -1

3
4
4
4
2.
0
2
2
2

.955935
.431970
.289534
.300503
422412
.897380
.345931
.503640
.287444
922453
.077392
.787000
.446804

Energy: -4005.53055703
Cu -0.170813 0.379750 0.540694

Cl 0.182824 0.
C -1.983877 1.

-0
1.
3.
2.
-0
1.

0
0
1
0
1
1
2

-1

-0.
-1.
-0.
-1.

1.

.304585
780530
456963
993778
.758565
504265
790681
394480
829616
197737
048068
490388
544312
187380
.349894
846061
802030
933044
686490

476494 2.678394
062892 0.775922

0 1.602353 -0.391478 0.234471
S 2.019203 -1.725885 -0.340190
0 2.755645 -1.565866 -1.598836
C 3.282962 -2.211398 0.896931
0 0.972725 -2.736783 -0.290858
F 3.828806 -3.361298 0.533636
F 4.226655 -1.279662 0.952236
F 2.724288 -2.342778 2.083966
C -2.203619 2.352579 0.310326
C -3.284811 3.070088 0.821223
C -4.132625 2.488654 1.756055
C -3.897570 1.188641 2.203751
C -2.816154 0.467640 1.720573
H -1.541031 2.789588 -0.432753
H -3.462295 4.086323 0.473493
H -4.983645 3.048272 2.139967
H -4.552645 0.735687 2.945481
H -2.626929 -0.543598 2.074414
C 1.705311 1.896259 -1.147334
0 0.685976 2.293321 -0.567019
C 3.081342 2.426591 -0.774364
N 1.609446 1.008790 -2.168524
C 0.336966 0.395365 -2.469493
C -0.593890 0.152736 -1.336539
C -1.737208 -0.144157 -0.896627
C -3.047550 -0.748374 -1.016315
C -3.257584 -2.088172 -0.642148
C -4.541964 -2.606950 -0.806406
C -5.579809 -1.834800 -1.315357
C -5.358969 -0.506425 -1.669941
C -4.094954 0.038736 -1.509060

H 2.410760 0.399003 -2.319546
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H -0.222351 1.025289 -
H 0.544252 -0.562720 -
C -2.150507 -2.921609

H -4.725008 -3.643686

H -6.570308 -2.271720

H -6.169792 0.102961 -
H -3.901705 1.082131 -
C 4.226867 1.657619 -1
C 3.103963 3.884995 -1
C 3.224211 2.378591 0.
H 4.064091 4.344615 -0
H 2.992052 3.951347 -2
H 2.298176 4.462565 -0
H 4.167539 2.861925 1.
H 2.397590 2.901678 1.
H 3.235773 1.344402 1.
H 5.180237 2.097394 -1
H 4.238277 0.599732 -1
H 4.197518 1.718123 -2
H -2.499881 -3.932309

H -1.302298 -3.005219

H -1.730694 -2.489212

I,

57

Energy: -4005.58462430
Cu 0.215987 -1.463896
Cl 0.955025 -3.495094
C 2.003293 0.413970 -0

-0.288625 -1.760882

-1.809551 -1.931899

-2.373414 -2.036182

-1.952363 -3.600707

-2.435121 -1.010836

-3.240437 -3.873983

-1.398039 -4.503386

-1.361892 -3.600169

2.640317 -0.503998 -

3.744137 -1.225825 -

4.234732 -1.019616 0

3.628376 -0.079691 1

2.522318 0.634910 0.

2.329570 -0.595477 -

4.211492 -1.950621 -

5.095725 -1.584565 0

4.017619 0.088859 2.

2.036387 1.356563 1.

-1.114442 -0.691296

0.025742 -1.063938 -

-1.669278 -1.347688

-1.850876 0.193594 -

-1.509559 0.786092 -

-0.181889 0.375735 -

-2.792689 0.356294 -
-1.505813 1.882887 -
-2.309188 0.517269 -
-1.286324 2.088115 0
-1.150463 4.761151 1
0.367346 6.338913 -0
2.087422 5.478118 -1
2.240775 3.033779 -2
-2.895303 -0.636698
-0.567609 -1.409326
-2.042854 -2.770330
-2.447496 -3.324026
-1.165802 -3.304889
-2.802297 -2.751492
-0.937574 -1.963930
-0.272728 -0.405706
0.318959 -1.922810 -
-3.200383 -1.135204
-3.762695 -0.690467
-2.692018 0.415567 -
-1.550626 2.509434 1
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0.758345 1.086549 -1.
0.602169 2.536004 -0.
-0.358771 3.007598 0.
-0.416560 4.385402 0.
0.439869 5.272040 -0.
1.401402 4.793049 -1.
1.484349 3.429610 -1.

3.177042
2.965044
-0.082136
-0.524720
-1.430575
2.063433
1.755815
.426096
.251219
748198
.980244
.343050
.782076
037334
242331
114646
.105005
.127834
.523549
0.156126
-0.772458
0.838954

-1.891670
-2.342421
.597967
-0.09744¢6
-0.023513
-1.374217
0.729627
0.910939
0.880563
-0.048686
1.911773
1.443307
0.997500
.284853
.118517
681654
2.485782
1.660883
.636940
121136
338127
-4.104401
3.716361
-5.353804
3.440107
2.149867
1.647000
024656
722425
188740
424272
214099
100482
340432
3.773287
2.261603
1.441444
.928155
.138211
.008811
.595244
.018874
-5.917560
-6.411993
-4.903059
-5.761023
-4.515193
-4.108988
-7.284038
-6.748011
6.025277
-6.846053
-5.242498
6.162388
.905612
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H -2.234239 1.932015 0.391418
H -0.860481 1.090356 1.091561

TS:”

57
Energ

y: —-400

5.56002699

Cu -0.273459 -1.411613 0.313098
Cl 0.233516 -3.434977 -0.384817
C 0.405294 1.708515 1.588197

-4

-4
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React
react

36
Energ

C -4.
-4.
-4.
-2.
-2.
-1.
-0.
-2.
-2.

mImaOQm=z Qo

-1.
-2.
-2.
-4.
-3.

-3.

928105
793720
122110
127268
428997
.986798
605402
.760153

.290409
.268831
.358894
.464015
.483327
.191012
.167174
.335798
.524712
.559467
.549711
.861218
.808181
.205413
.946825
.544857
.469782
.402743
-0.838008 2.998753 -1.254026
-0.903571 4.054638 -2.157508
.268797
.504625
.597990
.601262
.085737
.186220
-1.748961 2.534959 -0.871490
-1.872894 4.422095 -2.488070
.224728
.422020
.936129
.609429
.152179
.920007
.022444
.321454
.432128
.855221
.092987
.672030
.526019
.398956
.773058
.740677
.983305
.163677

ion 4

ant

y: =712
064919
647100
834213
708330
209942
937817
511437
243239
197522

-0.667404 0.895225
-0.161122 -0.250567
-0.317011 -1.543029
-1.418931 -0.254350
1.112326 0.047768
-1.142311 -1.223062
-2.617635 -0.462322
-1.412159 0.907421
0.705244 2.562542
1.020359 3.909919
2.348738 4.319636
3.357100 3.367307
3.042745 2.015308
-0.331167 2.254243
0.224392 4.644813
2.596343 5.379364
4.398690 3.677324
3.838562 1.276112
-1.388483 -0.387367
-0.978481 0.583778
-2.190713 -0.148707
-0.995876 -1.614415
-0.272989 -1.755986
0.182593 -0.392355
1.401344 0.157780
2.523011 -0.830527

4.630149 -2.633599
4.152648 -2.206588
3.092853 -1.304858
-1.462479 -2.420687
0.611471 -2.393568
-0.916415 -2.220587

5.457253 -3.340351
4.613059 -2.575241
2.580643 -0.853791
-3.069774 1.084952
-3.059701 -1.356313
-1.162485 0.105781
-3.682185 -1.113641
-3.730641 -1.614794
-2.466145 -2.239498
-1.690014 0.335300
-0.527591 -0.774604
-0.516079 0.957904
-3.645933 1.266368
-2.464956 1.974145
-3.765549 0.939829
3.259905 -1.159305
2.467802 0.238624
1.591049 -1.281109

.437536183

0.011003 0.185068
0.012562 -0.890550
-0.101751 1.505844
0.093770 0.245827
0.110507 1.123550
0.186333 -0.985271
0.131318 -0.710046
-0.631178 -1.655739
1.115556 -1.516579

C 0.674125 0.084996 -0.465417
C 2.071873 0.023651 -0.182736
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71
Energ

Cl 1.305341 -0.481233 -2.544225

-6.
4.400608 3.307221 0.017705
5.542989 2.527265 1.126488
5.791446 2.412604 -0.616872

.691921
.052362
.799306
.201693
.838380
.096937
.534817
.867498
.021185

347818

.958403
.856083
.565054
.587840
.232999
.416479
.205097
.190531
.854657
.505565
.360510
477999

-1.208290 0.058669
-1.253290 0.334947
-0.081822 0.371136
1.159553 0.131358
1.197373 -0.142301
-2.119051 0.025915
-2.210975 0.523489
-0.123895 0.588645
2.415722 0.166463
2.152456 -0.331646
-0.027144 2.752429
1.035701 1.528869
-1.445782 1.473512
-0.103965 3.649368
-0.852687 2.799876
0.927561 2.820569
-1.550056 2.360960
-1.520377 0.576553
-2.284811 1.466911
0.942634 2.410606
2.015831 1.574970
1.010322 0.627085

y: -4313.06517359
Cu 0.693580 0.093632 -0.526695

C 1.935378 1.523793 -0.725485

T mm QoD oDnoDoDIDID DTz 00000000"m"E0000O
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-0.
-1.
-2.
-2.
-0.

605245
438057
160627
747998
782447
.628067
.386906
.225157

.377161
.246275
.612819
.132400
.288569

683822

.630521
.196878
.035726
.424377

.504414
.770103
.768157
.304825
.525603
.548012
.109033
.136207
.028579
.812511

2
3
3.
2
1

-0.
-1.
-3.
-4.
-3.
-2.
-1.
.911926 -
.833711 -

2
4
4.
2
0

-3
-5
-4

1.445808
1.871766
0.768351
2.824991
2.841273
3.270230
2.040364
3.846737

.764829 -
.857447 -

691987 -

.426904 -
.320821 -
-1.063265 3.009120 2.
-0.186505 3.865735 2.
-2.540598 3.402754 2.
-0.770345 1.683082 2.
.592782 1.264134 2.420208
.083396 0.223680 1.493212
.804306
.699597
.231665
.124369
.490424
.966523
.077818
.312316
.824218
.278344
.201123

754399
791666
081137
086018
786330
514873
507014

550894 -

.291064 -

334324 -

-0.371096

0
1

-0.050453

1
0

-0.925664
-0.705635

0.
0.
0.
0.
0.

1
0
0.
0
0
0

0.
0.
0.
0.
1.
1.

1.480263 0.961484 2.
.212145 2.165806 2.297263
.763553 0.881205 3.439041
.162134

.808481
.447768

.677509
.830042

489282
403205
579341
843207
923806
119215
074797
064065
252070

.244458
.889865

587773

.233103
.206605
.517183

853116
332046
170872
514645
003759
158965
148457

.277668 0.643940

.454341
.573242
.314041
.505595
.230634
.395645
.105076
.156092
.716992
.621655
.915026
.262689
.256206
.447334

-0
-0

.129097
.060628

.496238
.102968
.207595
.206450

724106

.014758
.628225
.526866
.539834
.885310
.878721
.398515

S25



Energy:

-2

.376509
.510916
.208927
.691041
.777745
.023534
.200093
.370437
.536756
.400513
.805858
.093308
.593177
.800144
.625080
.076355

-0.256834 -2.108643

0

.284285 -0.927220

-0.094380 0.232494

1
0
0

1.

5.

3.338332 -6
1.661761 -5
2.495523 -5

57

.650626 -3.574026
.386062 -3.284878
-0.821476 -2.756877
702036 3.162260
.609059 2.188930
.507217 1.388429
.464159 0.660274
963401 0.619465
.415699 -0.112242
. 777429 3.167547
.915957 4.184989
240741 3.132864
.233667 0.179606
.665759 0.337761
.547210 -1.215527

2
1
4
4.
3
4
3

.595959 -0.044410

-4005.54338908

Cu 0.011907 0.106380 0.027371
Cl 0.016233 0.315827 2.150344
C 1.878931 0.155232 0.323504

0]

S
o}
C
o}
F
F
F
C
C
C
C
C
H
H
H
H
H
C
0]
C
N
C
C
C
C
C
C
C
C
C
H
H
H
H
C
H
H
H
C
C
C
H
H
H
H
H
H
H
H
H
H
H
H

-2.
-2.
-2.
-3.
-0.
-3.
-4.

1
N

SO NN WS BN

1.

-1.363353 -2.532603 -0.042313
-1.059703 -2.226406 -1.420151
-0.093456 -1.124325 -1.619617
.630713
.550786
.147759

0
1
1
2.
3
3
2

-0.640801 -3.123526 -1.893268
-1.992580 -1.958027 -1.929051
.118953 2.114897 -3.135029
.633401 4.015864 -4.388145

0
1
4.
4
3

002507
014712
678440
034832
649486
079812
260683
.506538

.630612
.017295
.592587
.791320
.402172
.170478
.644454
.675835
.238238

761746

058431

.375567
.781293
.873513

0
1
1
2
2
3.
2
2
0
0

.319674 -0.265693
.702664 -0.876994
.805691 -2.163160
.658529 0.309887
.260027 -0.760643
922386 -0.080878
.160710 0.334904
.590017 1.517729
.995826 0.447789
.851154 0.370201

0.406195 0.203100
1.539684 0.115241
1.428336 0.197672
-1.976752 0.574044
-1.738171 0.447060
0.503703 0.156040
2.525910 -0.000094
2.308511 0.162427
-0.448928 -3.215294 0.711166
0.613528 -3.574336 0.215878
-0.835983 -3.577544 2.142940

-0.336676 -2.230613
.525931 -2.877883
.799897 -3.306510
.658707 -3.912923
.218271 -4.081258
.951718 -3.669492
.096404 -3.065808
-2.146585 -2.054704 0.385312

0
1
2
2
0
0

098726 2.889380 -4.546766

.813427 0.637485 -3.811994
.170854 -0.889816 -2.714321

-2.054001 -2.819166 2.663172
-1.138184 -5.080823 2.122394
0.371206 -3.309845 3.041394
0.155393 -3.648697 4.064004
1.252819 -3.847899 2.673983
0.608415 -2.237521 3.079168

-1

-1.
-0.
-2.

-1
-2

.382566
995200
270923
234286
.904896
.968529

-5.424736 3.136996
-5.306794 1.471664
-5.646988 1.761108
-3.096244 3.710380
-1.730072 2.634242
-3.073350 2.107207

2.437348 4.753127 -4.270763
1.364539 3.996572 -5.453489
0.756938 4.375550 -3.837033

S26



TS;"

57
Energ

Cu -0.370014 -0.717249 -0.739713
Cl -0.031200 -1.287874 -2.772316

y: -4005.52041256

C -1.729758 -2.019611 -0.701210

0.

I oNNO RN
[y

L I e I U R B |
WU s NDO WS W

IO WE N

-3.
3.047287 -0.
0.815931 -1.

782477

.588125
.987881
.600372
.924264
.267986
.175789
.352920

.436625
.484164
.781084
.040801
.005987
.419260
.275292
.591634
.052050
.210037

.288766
.177817
.576197
.288384
.981699

.059865
.954838
.126602
.270950
.388616
.377532
.251031
126703

0
1
1
3
2.
4
3
3

1
1
1.
0
0

.892214 -0.830238
.770589 0.090387
.354793 0.188523
.322936 -0.886152

115062 1.346531

3.318049
4.237123
3.851743
2.542026
1.609497
3.614545

.251316 -0.218195
.128232 -2.058623
.741730 -1.076298

0.324130
0.265287
0.589372
0.978325
1.044499
0.078425

5.263550 0.033555

4.577131 -0.545230
2.235487 -1.241516
-0.584291 -1.353824

.545832
.952548
917387
.844312
.670326

1
0
0.
2
2

.099057
.700496

397403

.248506
.863007

-0.681432 1.829694
-0.239804 1.057705

0.

0
1
2.
2
1

.619627
.713988
541368
.238482
.137405
325015
207720
454796

1
0
0
1
2.
2
2
3

.158110
.300832
.381951
.321232

160873

.088722
.461824
.615414

0.935256 0.316127 3.344486

1.941215 -0.417070
3.717502 -0.538187
2.877902 1.392185
0.912777 2.885015
-0.545241 2.734365

-1.
-3.
-5.
-5.

I
w

N D BN WSWsWw

482254
527419
257921
032340
.020973

.423481
.785235
.743522
.661283
.832277
.898291
.682443
.688179
.953170
.334678
.569423

3.281295
-4.110528 4.522979
-2.547547 4.122601
-4.041095 3.437577

ja=iiyaciiyaciicjie e sile i« ciifaajiacjie i« RO NN @ NN @ N = s i« i@ i« s« i« e s O HONONONO N NONONO - O Moo iy ==z = J= O NO NONONO N N N NeNoNoN e
1
N

TS.."

57
Energ

1.
1.
3.
3.
3.
3.
1.
0.
1.
1.
2.
0.

173782
425796
766992
655593
990318
500115
090068
400076

191004
579027

y: —-4005.53168527
Cu 0.078470 -0.731795 0.455805
Cl -0.260142 -1.086850 2.567345

C 1.773075 -1

om0 00 no
I
w

.502450
.504880
.159901
.665501
.232714
.820039
.843476
.185752

.788998
.729466
.643817
.622219
.682918

2
2
3
3
2
1

0
1
2
2.
2
3
2

981217 -
-1.
-1.
-0.
-0.
-1.

0.

0
0
1
0.
0
0
2

648392 -1.100398

956049

.640245
.143450
711751

228488

.414746
.816929
.019558

.615352
524499
296965
075101
818185
468650

.685834 0.491171

.904808
.065223
618342
.586579
.910196
.013609
.453703
.894664
.855495
.587665
.358565
.396018

-0
-1

1
0
0
1
2.
-0
0
1
1
1

.464875 0.342968

.109414
.412223

.117845
.100163
.873002
.023025

335370
.192325

.175425
.188075
.846475
.502815

S27
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-4.

.071542
.745974
.382563
.331475

656493

.129050
.214194
.578927
.846886
.461747

.485551
.634229
.890448
.850911
.032389
.241513
.282459
.109722
-2.437087 0.113662 -2.260091

-0.085807 -1.363084 -3.099435
-0.401554 0.383133 -3.180708

.885816
.996476
.171705
.238695
.124438

.507379
.982269
.662028
.020374
.918435
.337930
.690725
.987719
.387800
.530748

3.091048 -
4.812248 -
4.337632 1
2.149640 2
0.436005 2
-1.609443
-2.277713
-1.815245
-0.714481
-0.499636

0.986146
0.343403
.464816
.645132
.014284
-1.214780
-0.713581
-0.813386
-2.198816
-2.530360

-0.307238 -1.404271
-0.150161 -0.909922

0
1
2.
2
0

.564196 -0.
.950268 -0.
691657 -0.
.017150 -0.
.636556 -1.

850038
665323
655706
834513
018218

-0.102161 -1.016385

2.436783 -0.516210
4.180137 -0.477113
2.586574 -0.823865
0.134939 -1.154165
-1.184226 -1.140096

-0.723266
-3.166378
-1.890171
-3.396029
-3.147904
-3.971334
-2.140484
-2.657247
-0.933700
-0.930908

-1.337352
-1.420594
0.711864
-1.144590
-2.518113
-1.046229
1.005335
1.109423
1.174126
-0.998263

.233464 0.271347 -0.958783

531672 -0.691547 -2.436025

H 4.870867 4.539516 0.079534
H 3.995903 4.695303 -1.447876
H 3.094620 4.497245 0.058962

I,

57
Energ

0 -0.
s -1.
0 -2.
Cc -1.
0 -2.
F -3.
F -1.
F -1
c 2
c 3
C 4
c 3
c 2
H 2
H 4
H S
H 4
H 2.
C

]

Cc -1
N -1
Cc -1
c -0
C

C

C

C

C

C

C

H

H

y: —-4005.58441119
Cu 0.271931 -1.440317 -1.958571
Cl 0.920919 -3.499580 -2.418194
C 2.084188 0.391771 -0.713067

128847
645937
340076
892695
081806
185225
488828
.215752

.696266
.799919
.312971
.730201
.625244
.362029
.247817
171377
.134606

150206

.703996
.826404
. 449130
.120087

-1.732930
-1.692383
-1.905640
-3.220372
-0.581005
-3.335245
-4.270179
-3.131234

-0.143545
0.057952
-1.215932
1.045288
0.890516
1.313695
0.362037
2.176311

-0.467279 -1.636053
-1.231448 -1.265275
-1.128821 0.020374
-0.249221 0.933223
0.507425 0.571553
-0.479329 -2.674984
-1.910081 -1.988185
-1.729442 0.315014
-0.164882 1.940452
1.171990 1.292208

-1.368298

0.202665 -
0.826573 -
0.401474 -

-1.108748 -0.689134 -4.139764
0.041972 -1.055727 -3.777675

-5.358101
3.465928
2.199031
1.703774

0.830736 1.091435 -1.068589
0.653121 2.504014 -0.658994
-0.499032 2.899706 0.027778
-0.680066 4.221585 0.435342
0.322626 5.148796 0.143742
1.480172 4.764285 -0.525827
1.654140 3.444178 -0.920945
-2.775650 0.364844 -3.777656
-1.421026 1.918601 -2.346717

528



H -2.247270 0.602139 -1.475789
H -1.243713 2.146150 0.293880
C -1.921822 4.638211 1.166548
H 0.197657 6.184859 0.461127
H 2.256189 5.499164 -0.733958
H 2.562768 3.131910 -1.435084

.884445
.611098
.162998
.589935
.321465
.929150
.020214
.246816

-0.609598 -5.956524
-1.552654 -6.410461
-2.742222 -4.838524
-3.316354 -5.671975
-3.305907 -4.413809
-2.639891 -4.057221
-2.117653 -7.257948
-0.587870 -6.789168

0.238151 -2.108897 -5.999534

-3.
-3.

-2
-1
-2
-2

DD ID DD D mm QOO
i
o

TS

57
Energ

214933
757392
.618374
.695403
.636604
.433330

y: —-400

-1.125546 -6.866658
-0.584756 -5.286969
0.418771 -6.238760
5.352102 1.968619
5.130788 0.492038
3.777698 1.613771

5.55773730

Cu -0.796186 1.237856 0.286178
Cl -2.270598 2.653580 -0.543113

C 0.276146 -1.704924 1.683176

0 0.945188 1.582234 0.993951

S 2.033191 1.682234 -0.065607

0 1.505241 1.427056 -1.407552

C 2.393296 3.479374 -0.025349

0 3.265143 1.017632 0.332311

F 3.326479 3.758421 -0.923267

F 1.295965 4.162062 -0.309343

F 2.825618 3.825508 1.176308

C -0.263333 -0.791556 2.601086
C -0.218866 -1.040596 3.961972
C 0.367738 -2.209637 4.440825

C 0.911883 -3.123815 3.544616

C 0.870167 -2.874316 2.179697

H -0.700610 0.135369 2.241484

H -0.633129 -0.310208 4.653968
H 0.407674 -2.401817 5.511506

H 1.376861 -4.037728 3.909738

H 1.296590 -3.595366 1.484758

C -3.020139 -0.364430 -0.633003
0 -2.322057 -0.292488 0.413022
C -4.529175 -0.409281 -0.545825
N -2.393573 -0.512596 -1.800247
C -0.941493 -0.373815 -1.805062
C -0.484078 -0.533342 -0.394033
C 0.207868 -1.491832 0.235108

C 1.058800 -2.332263 -0.660610
C 2.422102 -2.056504 -0.755653
C 3.246644 -2.814883 -1.586918
C 2.675923 -3.860019 -2.317357
C 1.317158 -4.144588 -2.221482
C 0.499405 -3.378881 -1.396845
H -2.903923 -0.377488 -2.663791
H -0.486463 -1.167447 -2.412524
H -0.652441 0.597439 -2.231117
H 2.840977 -1.223000 -0.187975
C 4.710560 -2.504979 -1.679782
H 3.308374 -4.455485 -2.976844
H 0.892146 -4.967054 -2.794798
H -0.568029 -3.590014 -1.313765
C -4.982457 0.445226 0.636789

C -5.173585 0.101577 -1.832859
C -4.901175 -1.879706 -0.308326
H -6.262103 0.134830 -1.699707
H -4.833691 1.118312 -2.073052
H -4.986598 -0.559874 -2.692179
H -5.991269 -1.963850 -0.207499
H -4.584790 -2.518298 -1.144700
H -4.441568 -2.258786 0.613411
H -6.077356 0.408299 0.706691

H -4.562596 0.074299 1.578550

H -4.666742 1.488628 0.510615

H 5.290223 -3.110392 -0.968724
H 5.104880 -2.715301 -2.681761

529



H 4.906072 -1.451600 -1.445213

React

react

37

Energy:
C -4.
-4.
-4.
-2.
-2.
-1.

6.
7.
6.
6.

mIIDIroQE@pmDnDDDoDoDoDTDooaoamnmomnTZaoooaoaoaoammoQm=zno

-
a

72
Energ

1
2
3.
4
3

== o NoNoNoNoNoNoNoNoN-NoNoNoNo NN NONON N Mo oo NON O Ne)

B OB R s WD N PO

-6.

-0.
-1.
-2.
-2.
-0.

ion 5

ant

084646
675697
847228
726242
220134
960992
.533767
.214675

-787.615298972

0.102199
0.075229
0.073308
0.147130
0.182180
0.164086
0.107107
1.067057

0.186780
-0.883866
1.516029
0.234984
1.107720
-1.003433
-0.734704
-1.580805

.279844 0.683422 -1.629045
-0.059390 -0.496563
-0.000413 -0.222348
-1.175642 -0.111419
-1.116637 0.153851
0.121192 0.317013
1.298944 0.210670
1.229072 -0.056966
-2.138964 -0.239279
-2.018114 0.241207
0.071829 0.573583
2.271669 0.332758
2.145762 -0.142097
-0.156110 2.753461
1.236244 1.540511
-1.256089 1.501368
-0.137204 3.656613
-1.089579 2.784248
0.696246 2.825416
-1.227501 2.390648
-1.223559 0.605575
-2.213657 1.505004
1.276222 2.434261
2.106290 1.564101
1.317769 0.649881
287974 0.740380
028841 0.932231
911592 -0.164566
859971 1.594901

.653562
.051257
.814795
.168428
.801393
.058957
.697025
.324214
.771361
.128683
.528550
.115859

.959290
.638163
.816687
.584313
.378398
.267740
.462010
.446967
.276828
.276726
.966476
271686
814538

858802

758426

422499

1.
1.
1.
1.

y: —-4388.24610007
Cu 0.690591 0.124694 -0.507591
Cl 1.357941 -0.429667 -2.520403
C 1.871919 1.609429 -0.617538

564266
416694
165688
696849
768244
.586354
.331298
.148444

.270742
.087196

453888

.022015
.228357 1.
-1.027910 3.002064 2.262818
-0.134798 3.827091 2.421656
-2.479601 3.446422 2.066140
-0.774115 1.662528 2.229140
.556516 1.176666 2.467625
.076891 0.200607 1.482276
.833611
.717567
.259566
.151552
.515535
.985709
.088391
.205011 2.905693 -0.
.627628 4.899646 0.031137
.081206 4.741113 -0.394211

2
3
3.
2
1

-0.
-1.
-3.
-4.
-3.

-2
-1

1.451304
1.871475
0.768715
2.856408
2.819753
3.299839
2.095013
3.880588

.819136 -
.950464 -

854130 -

.621294 -

478619 -

769679
802634
126360
111308
813157
.507792
.514846

0.
0.
0.
0.
0.

1
0
0
0.
0
0
0

-0.385440
0.781080
1.390458
-0.087182
1.679967
0.785061
-0.985684
-0.716292
327029
240127
462312
774181
856180

.280591
.938918
.740238
389956
.233975
.441566
.785571
135053

S30



H 5.090345 2.541142 -0.971472
H 3.660383 0.519308 -1.135190
-1.500546 0.976759 2.035861
1.212128 2.060587 2.470552
0.632520 0.704156 3.459746
1.200452 -3.340629 0.874330
2.830227 -5.136801 0.223747
5.295692 -4.847122 -0.109505
6.039630 -2.267271 0.333557
4

.435254 -0.495844 0.951627
3.494259 2.310212 2.143992
-2.788448 4.483972 3.145815
-2.544972 4.108656 0.686480

-3.334216
-4.538006 0.637462 -1.697553

4

4

1.111379

0
-5.561963 0.504638 -0.600951

0

1

0

1

1.078185

-2.126825 0.881785 -1.584443
-1.169089 1.247394 -0.919204
-2.013458 0.214831 -2.917263
-4.844513 1.361776 -2.466107
-4.357854 -0.328939 -2.182295
.511244 0.135992 -1.006354
-5.202604 -0.201231 0.158319
-5.740033 1.471117 -0.115206
-2.750245 0.600072 -3.630969
-0.999821 0.350775 -3.300508
-2.178691 -0.863451 -2.794874

-3.445039 1.783070 3.107529
-4.507807 2.726299 2.049421
-3.365596 1.576797 1.337226
-3.554688 4.505957 0.507426
-1.828019 4.937991 0.623147
-2.317373 3.382990 -0.106158
-3.790132 4.905904 2.982231
-2.772005 4.032454 4.147868

-2.053491 5.296057 3.126685
6.676336 -4.623385 -0.302959
7.102688 -5.588001 -0.586403
6.853314 -3.897143 -1.108483
7.157316 -4.271725 0.620656

IDITDQDNIDDDIIDIoDoDoDoDDIDIoDoDoDDEDICDOO0000n00mm O mmmm
I
o

-
-

58
Energy: -4080.72379540

Cu 0.135777 -0.022355 0.141199
Cl 0.111328 0.343009 2.243983
C 2.006507 -0.058244 0.372165
-1.842629 0.244224 -0.179469

. 712597 230941 0.558244
.106115 145658 0.526823
.739192 0.080271 0.335958
.987120 1.238908 0.174175
.592225 1.182920 0.201701
.211550 -2.189262 0.700161
.692988 -2.053886 0.656871
.826729 0.132846 0.327492
.477200 2.202308 0.040395
1.992127 2.087193 0.101102
-0.475435 -3.280035 0.815154
0.595561 -3.735785 0.430467
-1.009215 -3.551020 2.219955
-1.269114 -2.560536 -0.035205
-0.826599 -2.302737 -1.384002
.087792 -1.140529 -1.533795
.763603 -0.382522 -2.246672
.582935 0.522408 -2.932424
.043514 1.700979 -3.497600
.866740 2.582259 -4.157429

2

1

0

-1.852865 1.580362 -0.893799
-2.495042 1.564443 -2.197205
-2.920527 2.597934 0.196559
-0.505978 2.172870 -0.798737
-3.001707 3.821844 -0.302007
-4.130305 2.063768 0.250835
-2.406760 2.650608 1.410889

-1.

-1.

B0 NN WS BN

.242911 2.318811 -4.265321
.791985 1.158127 -3.701602
.962057 0.270732 -3.042343
-2.059935 -2.028433 0.306769
-0.306037 -3.197129 -1.746755
-1.706578 -2.121263 -2.013083

mImITOoOQoaoaoaoooazooommmnIT T 000 no
NDWWkERFERFROoOo
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-0.020446 1.902548 -3.387882
1.483792 3.498410 -4.600502
3.954900 3.243033 -4.926234
4.856095 0.949732 -3.769583
3.372349 -0.627993 -2.583867
-2.204672 -2.683394 2.604871
-1.420133 -5.028035 2.231918
0.135616 -3.327323 3.207788
-0.186843 -3.608882 4.219707
1.005786 -3.935545 2.935312
0.440512 -2.271633 3.228072
-1.771338 -5.308405 3.234675
-2.235954 -5.220979 1.520360
-0.571138 -5.670121 1.966925
-2.491585 -2.901838 3.642168
-1.970913 -1.609937 2.550581
-3.087357 -2.892800 1.982604

5.345685 3.050860 -5.074466

5.712553 3.911929 -5.637136

5.849911 3.013295 -4.098575

5.564197 2.130854 -5.634669
TS;"

58

Energy: -4080.69681661
Cu -0.071711 -0.759300 0.822398
Cl -0.711220 -1.445315 2.746049

C

mIImIEoDIoDoDDID DD DonmnmEmIToOoooooazoo0oommnmmT QMO0 no

1.197325 -2.144624 0.856388
-1.084033 0.934532 0.894943
-1.672484 1.942263 -0.054993
-3.068436 1.659115 -0.393085
-1.710757 3.417910 1.031896
-0.797186 2.315628 -1.165708
-2.201347 4.444944 0.354374
-2.464118 3.194797 2.093404
-0.475455 3.708492 1.423478
.949738 -3.352917 0.230287
.974224 -4.299200 0.196108
.203115 -4.030203 0.791294
.415259 -2.813471 1.431553
.402949 -1.855838 1.473693
-0.012661 -3.553807 -0.236399
1.803233 -5.252705 -0.302136
3.995623 -4.776180 0.763766
4.369818 -2.602528 1.911520
2.567131 -0.902889 1.977470
-2.598588 -1.233924 -1.333242
-1.575934 -1.741891 -0.827070
-3.982485 -1.503282 -0.786946
-2.410770 -0.515190 -2.455866
-1.029399 -0.419233 -2.901237
-0.124410 -0.575217 -1.754173

N WwWwkE o

0.741772 -0.272385 -0.889458
2.043044 0.382723 -0.842781
2.226061 1.610338 -0.191351
3.488354 2.167094 -0.111249
4.593866 1.508575 -0.661524
4.420706 0.277988 -1.296490
3

.147929 -0.276409 -1.380553
-3.087837 0.186665 -2.730421
-0.832606 -1.176672 -3.673759
-0.848227 0.581671 -3.316186
.369796 2.132260 0.230431
.650513 3.124288 0.379517
.782538 2.139302 -0.522302
.263398 -0.260473 -1.722321
.011836 -1.254270 -1.842843
-3.972142 -1.289937 0.727785
-5.049056 -0.631973 -1.442940
-4.258430 -2.981874 -1.102544
-5.252136 -3.248686 -0.719395
-4.249742 -3.172874 -2.185287
-3.518088 -3.634144 -0.624053
-6.026230 -0.883656 -1.011496
-4.866257 0.433196 -1.254037
-5.121950 -0.812486 -2.525855
-4.961312 -1.550022 1.127999
-3.222665 -1.921125 1.221071
-3.756500 -0.244007 0.978093

w o oW

C 6.925114 1.518283 -1.056002
H 7.765569 2.183500 -0.842623
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H 7.111639 0.540591 -0.586220
H 6.840705 1.382368 -2.144893

TS.."

58
Energ

y: -4080.71056271
Cu 0.297869 0.758943

C -1.322263 1.834485

1.

LUR Y A A I A A N AN B \ SRS I \ S I e I SO I S B
DWWhONWNN -

I ON WE N

o

-3.

746300

.616739
.226186
. 746737
.297350
.825231
.955811
.292427

.282627
.122265
.995654
.033604
.194610
.596937
.092883
.655291
.708880
.214670

.495046
.669992
.975934
.085518
.672633

1
2
1.
0
0

0
Cl 0.767471 1.181638 2
0
0

0.595389

2.036704 -
2.276811 -
2.818324 1
2.607235 0
4.116833 0
2.280644 1
2.626985 2
3.021071 -
4.065667 0
3.903630 1
2.697082 1
1.652203 1
3.135056 -
5.004458 -
4
2
0

.719310 1.
.571704 2.
.709143 2.
.374675 -1.
.136881 -0.
457008 -0.
.483093 -2.
.382569 -2.

.469703
.546377
.528194
.346174
0.079947
1.393137
.133905
.167808
.888224
.023996
.357417
0.193411
.190026
.259721
.958533
.597346
1.030603
0.360157
550247
802879
139740
311011
787610
982790
251520
512958

.231731 0.303287 -1.338048
.380931 0.255563 -0.816407

.677711
.756037
.990649
.163988
.091101

-0.355369
-1.750004
-2.365180
-1.608234
-0.218025

-0.694322
-0.533114
-0.478546
-0.586616
-0.742849

851532 0.399412 -0.784268

2.598601 -0.394422 -2.317934
0.346850 1.260179 -3.091290
0.505392 -0.508495 -3.132812

-1.
-4.
-6.
-5.

I
w

I D U WWwo W Ol s

-8.
=7.
=7.

mIDmIDQEDmoDDDDoDoDoDTDooooa@DnmonDoDoDnTmooOoooooooazooo@mzononmmOQoamas0 00 no
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Energ

T O QO o

-0.
-1.
-2.
-1.
-2.
-3.
-1.
-1.

835408
081348
315059
991062
.787629

.787322
.454208
.145341
.521328
.328678
.899005
.198422
.525860
.859860
.840989
.461100
.745516 0.286342 -2.668442

.531574
324255
641171
618761

0.

0
2
1
2
2.
3
1
2
0

-2.325366

-3.441166

-2.303751

0.384971 -
1.481283 -
.305797 -1
.783557 -1
.493827 0.
.922705 -1
793297 -2
.629446 -1
.696069 0.
.277545 0.
.537408 0.
430880 -1

-0.436964
-0.348293
-0.525246
0.827710
0.895760
.570048
.589321
537379
.369322
.681734
.166180
776874
988756
993133
.287901

-0.670379 -1.184250

-1.599000
-2.347107
-0.874795
-1.073232

y: —-4080.76193865
Cu 0.262790 -1.457277 -1.973359
Cl 0.897768 -3.530746 -2.391790
C 2.084929 0.375829 -0.758122

140984
656895
356595
921062
077028
214369
532346
240585

-1.712987
-1.647846
-1.881480
-3.149971
-0.512665
-3.242345
-4.219988
-3.045000

C 2.691112 -0.495553 -

-0.619218
-0.545828
0.201125

-1.581268

-0.153278
0.049395

-1.217816
1.071014

0.857469
1.344416
0.410456
2.198615
1.673562
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.786158 -1.268316 -1.294745
.296510 -1.162690 -0.008368
.719753 -0.271560 0.897234
.623714 0.493947 0.527405
.358408 -0.511800 -2.712917
.228695 -1.956726 -2.011697
.147614 -1.770445 0.292804
.121245 -0.185905 1.905554
2.152174 1.166701 1.242664
-1.117372 -0.740379 -4.167289
0.030724 -1.110187 -3.801032
-1.722642 -1.439763 -5.369346
-1.824657 0.172708 -3.511087
-1.439180 0.819873 -2.258240
-0.114446 0.392419 -1.753874
0.838704 1.084570 -1.121969
0.671319 2.499789 -0.729238
-0.495363 2.936377 -0.083775
-0.646093 4.260656 0.286169
0.370274 5.184740 0.021955
1.546717 4.761663 -0.602698
1.688764 3.426996 -0.963485
-2.773580 0.336131 -3.823101
-1.397858 1.907907 -2.431269
-2.241092 0.621781 -1.531378

2

4

BT DN WS W

-1.267458 2.210385 0.173680
-1.538040 4.608762 0.802931
0.128013 6.454622 0.417445
2.354947 5.459198 -0.807548
2.609583 3.096386 -1.444104
-2.899837 -0.684939 -5.978937
-0.635033 -1.653050 -6.421746
-2.189365 -2.799563 -4.820604
-2.621409 -3.388419 -5.641073
-1.350597 -3.359376 -4.385398
-2.953477 -2.676026 -4.040416
-1.051235 -2.231723 -7.256492
-0.265143 -0.698620 -6.820793
0.211648 -2.207125 -6.002682
-3.237844 -1.217259 -6.876819
-3.769809 -0.639493 -5.306637
-2.627276 0.335312 -6.283607

1.130197 7.417790 0.201381
0.741431 8.359931 0.595662
2.059032 7.160762 0.732338
1.350857 7.539244 -0.869824
TS
58

Energy: -4080.73428584
Cu -1.735469 0.295248 0.009969

Cl -3.518477 -0.113239 -1.222219

C

ooz aooaoaxz@omomTm OO0 00no

0.843903 -0.452818 2.137700
-1.091295 1.950175 0.705913
-0.199903 2.724082 -0.253881
0.007271 1.997818 -1.508864
-1.302097 4.120939 -0.693233
0.957071 3.307870 0.406838
-0.684642 4.909932 -1.559514
-2.412676 3.654431 -1.242360
-1.607936 4.815993 0.390285
-0.385038 -0.225664 2.775246
-0.469836 -0.161767 4.155301
0.673341 -0.320388 4.935162
1.900874 -0.541028 4.319461
1.987229 -0.605242 2.935437
-1.279424 -0.073941 2.178045
-1.433226 0.027163 4.624549
0.606784 -0.263102 6.020155
2.800753 -0.660967 4.920006
2.951183 -0.780907 2.461656
-1.695828 -2.533484 -0.581815
-1.538019 -1.825008 0.447044
-2.630992 -3.721990 -0.563216
-0.937802 -2.273482 -1.647929
-0.143140 -1.050839 -1.620189
-0.051483 -0.620545 -0.193979
0.961829 -0.568974 0.681284
2.317845 -0.546132 0.059649
3.029591 0.656258 -0.052655
4.298573 0.659492 -0.601182
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4.881911 -0.531337 -1.050329
4.177004 -1.732953 -0.948858
2.898519 -1.727553 -0.396913
-1.178027 -2.682499 -2.542125
0.869385 -1.246628 -1.995648
-0.604309 -0.282418 -2.257108
.570260 1.589536 0.279251
4.866142 1.581761 -0.704696
6.125305 -0.416844 -1.567514
4.611224 -2.671256 -1.284602
2

N

.346491 -2.665160 -0.307220
3.197358 -3.995607 -1.955645
-1.801789 -4.918124 -0.075373
.770637 -3.439533 0.413637
-2.448030 -5.803662 -0.013917
-0.974140 -5.145796 -0.761258
-1.385593 -4.728783 0.922661
-4.448766 -4.302535 0.433115
-3.392115 -3.273265 1.428517
-4.334893 -2.549061 0.108948
-3.941567 -4.799021 -1.888141
-3.696019 -3.105361 -2.362613
-2.431041 -4.342184 -2.665331
6.756758 -1.580991 -2.039690
7.736368 -1.270713 -2.411445
6.894138 -2.321111 -1.236832
6.189752 -2.043758 -2.861599

IToDTDoO@DNEDID@DoDoDoDDITDoooO@DnDomnmmmImQQ
I
w

Reaction 6
reactant

37
Energy: -787.614514669

C -0.000072 0.100874 0.002835
-0.029230 0.227158 1.219018
-1.269494 -0.216339 -0.794991
.165178 0.239085 -0.685621
.212736 0.136920 -1.688762
.392432 0.543348 0.034759
.517898 0.646040 -0.879639
.258546 1.478596 0.600401
.571457 -0.235156 0.792303
.444820 0.730390 -1.654944
.540868 0.827965 -2.564511
.655429 1.929786 -3.416955
.729139 2.003830 -4.299441
.682948 0.999997 -4.338634
.573315 -0.104027 -3.485695
.503999 -0.193938 -2.599726
.904492 2.715790 -3.378537
.823779 2.859271 -4.965971
.529952 1.040428 -5.020427
.554437 -1.031285 -3.598126
.389806 -1.038899 -1.925750
-1.052665 -0.339643 -2.299800
-1.820389 -1.534114 -0.247223
-2.264070 0.910965 -0.511736
-2.008263 -0.566563 -2.791654
-0.678687 0.595283 -2.742402
-0.360211 -1.155846 -2.553173
-3.230825 0.690397 -0.985825
-2.417478 1.024468 0.567410
-1.902550 1.870127 -0.908988
-2.785301 -1.766144 -0.719599
-1.133867 -2.368211 -0.450989
-1.964743 -1.467756 0.837087
8.492845 -2.158693 -2.760803
9.364901 -2.771211 -3.003676
8.535114 -1.876779 -1.697786
7.579193 -2.746112 -2.938540

VO OO JOUTUT NN WN = -

ITmITDQODnEDDIIDITDTDoDDIDIoooDmomTDomooaoaaoaoaoaomzaoaam=zao

.
)

72
Energy: -4388.23995139
Cu 0.709355 0.101213 -0.524175
Cl 1.339161 -0.435953 -2.544917
C 1.932839 1.548794 -0.712569
0 -0.574842 -1.448718 -0.384004
S -1.407516 -1.873351 0.796984
0 -2.137026 -0.768788 1.427369

S35



-2.711350 -
-0.748177 -
-3.589464 -
-3.354869 -
1.353023 2
2.205025 3
3.576335 3.
4.118085 2
3.291719 1.
-1.051545 3
-0.174217 3
-2.527825 3
-0.760459 1
.600946 1.
.096061 0.

.283482 2
.764763 4
.228418 4.
.191147 2
.704417 0
1.469268 0
.222818 2.
.763155 0.
.190605 -3
.637301 -5
.255149 -4
.050208 -2
.430891 -0
.494339 2
.773551 4
.735235 4
.301016 1
.516916 0
.539498 0

0

1

0

IO NP ORI WOuds PO Ss_WNNDERFEO

w

.101917
.133434
.012328

.357988 -
.498273 0
.193556 -
.693727 1
.761267 0
.006586 0
.176796 -

.525937 2
.384048 1
771175 4
.057320 4
.550327 3
.802007 4
.645337 3

L e I A I A A IR B |
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3.509409 -6
2.882157 -7
4.059191 -6
4.229366 -6
-2.183940 -

MDD ETQEENIDIDIDDDDDDIoDoDEDIDDDTDToDOO0O00QOaEmnmON DD oD oDDEDIDITDIOOOOO00000za00000000m"MmMO0A0

.
-

58
Energy: -4080.
Cu 0.013924 0
Cl -0.001242
C 1.876915 0.
-2.000939
-2.008033
-2.661873
-3.034604

-3.076349
-4.260997
-2.513800

T O QO o

.812085 -0.
.713768 -1.
.251921 -3.
.166322 -4.
.532026 -3.
.982884 -2.
.091983 -1.
.910452 -0.338045
.850876 -0.129326

.809965 1.
.370017 1.

-2.076797 5.

0
1
1
2
-0.641775 2.
3
2
2

2.837914 -0.058606
2.832155 1.674039
3.283174 0.824002
2.059075 -0.936584

.779872 -0.476398
.883706 -0.365790

739175 -0.521081

.483946 -0.788026

366856 -0.892052
.008520 2.131643
.865445 2.110454
.402848 2.054692
.680931 2.250627
260160 2.429742

220311 1.505576

756102 1.243668
790450 0.885631
075307 0.588004
066694 0.232772
773102 0.190555
489995 0.503339

490090 0.845457

606726 -0.437733

.364661 -0.931973
.387758 -1.128010

.959993 2.133677
161051 2.314256
874327 3.448952
.308297 0.638450
.276817 -0.044565
.537682 -0.082396
.280263 0.473161
.486741 1.094942
.232034 2.191226
.403150 3.186944
.096786 0.706874
.140113 -1.027965
.688491 -1.642031
.584000 -0.541608
.898695 -1.545382
.250521 -0.886653
.236459 -2.882049
415214 -2.413431
0.284378 -2.121106
.235666 -0.942532
0.127350 0.218997
.557259 -0.060636
.624210 -3.581320
.372112 -3.284656
0.841937 -2.758253
705630 3.148400
.611766 2.161466
.506455 1.374792
.457428 0.625984
.953350 0.606203
.401468 -0.122463
.786782 3.129081
.929342 4.170648
246226 3.119497
.313530 -0.421589
.189006 -0.605345
.064815 -1.341871
.548215 0.377205
3.858602 -0.709726

71820303

.114792 0.019366
0.312408 2.143382
168299 0.342074
.314700 -0.286398
.695092 -0.904830
.791847 -2.195863
.657903 0.270962
248899 -0.778477
.919707 -0.125310
.160784 0.291052
.594061 1.482620
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.627542 -0.982368 0.475646
.014684 -0.837441 0.410591
.590736 0.419856 0.246203
.789921 1.552953 0.149388
.400179 1.441640 0.220218
.166278 -1.963046 0.599620
.641487 -1.724033 0.494804
.674335 0.517735 0.208672
.237603 2.539137 0.036485
1.759420 2.321256 0.177480
-0.449849 -3.214704 0.696865
0.616214 -3.569574 0.206313
-0.842481 -3.579585 2.126485
-1.363405 -2.535053 -0.060354
-1.053196 -2.225262 -1.435884
-0.080805 -1.128354 -1.627993
0.652774 -0.332573 -2.214381
1.597894 0.515598 -2.850883
1.221063 1.788015 -3.285238
2.166936 2.612582 -3.895793
3
3
2

B OB NN WS BN

.477575 2.158696 -4.065821

.838063 0.881840 -3.633709

.913368 0.050547 -3.029079
-2.146707 -2.055006 0.364857
-0.636650 -3.122208 -1.911565
-1.982675 -1.950199 -1.947349
0.207350 2.153135 -3.133056
.721040 3.826135 -4.286109
.225739 2.791887 -4.536532
.862881 0.543321 -3.773725
.185363 -0.940647 -2.673219
-2.062957 -2.822670 2.643117
-1.144023 -5.082947 2.102028
0.361013 -3.313025 3.030149
0.140608 -3.651763 4.051815
1.243753 -3.851755 2.666424
0.598974 -2.240883 3.068942
-1.392113 -5.428858 3.115060
-1.998484 -5.307952 1.447627
-0.275191 -5.648154 1.742971
-2.247599 -3.102017 3.688974

2
2

W

-1.914094 -1.733482 2.616955
-2.974983 -3.075985 2.082709
2.630437 4.698584 -4.909807
2.071487 5.607929 -5.142862
3.469584 4.952639 -4.244478
3.027481 4.270605 -5.842851

mIDIrmoE@pmDoDoDIDoDoDoDIDooaaoaEDnoDnmonDoDToOOooazoo0om Dm0

TSt

58
Energy: -4080.69581781
Cu -0.004377 -0.821353 -0.785608
Cl 0.581312 -1.338470 -2.774708
C -1.009624 -2.409087 -0.788351
0.646081 1.038393 -0.878376
.238123 2.049154 0.067323
.683748 1.892301 0.242487
.023729 3.575596 -0.925095
.458661 2.269732 1.284935
.494054 4.606263 -0.237531
.679315 3.478521 -2.067982
-0.264288 3.769785 -1.171270
-0.499486 -3.573103 -0.242963
-1.337667 -4.685510 -0.167231
-2.643709 -4.618522 -0.643334
-3.120594 -3.438906 -1.205415
-2.297181 -2.316854 -1.289003
0.522124 -3.615669 0.129129
-0.959497 -5.609371 0.268739
-3.289729 -5.492784 -0.583870
-4.137616 -3.384041 -1.590878
-2.667613 -1.392548 -1.732911
.765198 -0.973111 1.147177
.788305 -1.597882 0.685680
.130523 -1.031710 0.500233
.568043 -0.337639 2.318341
2
1

o RN

NS PN

.223993 -0.445057 2.863397
0.257597 -0.703562 1.786795
-0.722812 -0.535352 1.015162
-2.115758 -0.109207 1.100509
-2.531157 1.094697 0.543772

ooz ooaExzxnomTm O™ EO0O00no
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-3.881534 1.451365 0.599639
-4.810618 0.594874 1.192862

-4.376859 -0.615258 1.731354
-3.040976 -0.979879 1.692979

3.156639 0.446889 2.571804
1.191565 -1.237785 3.624903
0.938648 0.512379 3.320569

I WWwds koW 0l 0w |
N

IIDToDoO@D@EDIDIDoDoDoDoDIDooaDnDDomnommmOQO
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Energ
Cu 0
Cl -
c 1.

I
NS}

NS D WENDWWWN

SO W NN e O

0.
-0
1.

I &> o 0w

-4

ja=jiyaciaciie @ M@ N Q=i 1=l ol : O NONONONONONO N NN -No NONQN::li:- -l jl-:HoNo N NoNON- N N oMo NeN s Ne}

-4

-1.
-4.
-5.
-5.

.978964 -3.209233
.067749 -0.108044
.742251 1.015664 0.924209

.284983 -0.177600 2.154878
.962064 -0.956052 -1.482825
.288069 -1.562058 -1.445413
.604540 0.173089 -1.236559

-1.
-1.
-1.
-2.
-0.
-2.
-3.

-3.

-3.
-3.

823270 1.781978 0.085987
187738 2.646530 0.046300
864727 0.855910 1.238112
104208 -1.284691 2.187612
.704662 -1.938895 2.084441

.979599 -0.831572 -1.007899
.100250 -0.008866 1.083380
.645150 -2.451770 0O
.638515 -2.569303 0
.739578 -2.637388 1.866677
0
0

.787143
.334479

.356638
.574851

.530604 3.060028 0.066771
.558423 4.037356 -0.421392
.178398 2.362868 -0.486310
.908141 3.160465 1.095793

y: —-4080.70972105
.167351 -0.917198 0.402424
0.266852 -1.671684 2.390628
890732 -1.795786 0.382778
452040 0.226179 0.449763
371974 1.732736 0.389882
812405 2.247253 -0.913209
716538 2.162513 1.561377
151897 2.278971 0.970483
837180 3.481118 1.618506
866368 1.642255 1.144074
.437685 1.693091 2.761648

.047468 -2.846874 -0.509991
.030825 -3.800286 -0.253004
.849482 -3.677354 0.864490
.689555 -2.600969 1.735566
.706740 -1.646562 1.498953
.405908 -2.931197 -1.384860
.157880 -4.635293 -0.939652
.620810 -4.420848 1.056982
.321789 -2.507043 2.616718
.572063 -0.807527 2.178439

.004390 -1.556234 -1.431116
.081677 -2.282235 -1.039168
.454608 -1.855299 -1.094202
.728663 -0.504834 -2.251152
.341568 -0.232594 -2.525266

.576101 -0.191727 -1.364493
.718235 -0.025810 -0.863351

.850450 0.834113 -0.687443
.621448 2.209275 -0.957875
.657636 3.123785 -0.757827
.910689 2.675018 -0.362755
.162651 1.317955 -0.168040
133013 0.406139 -0.327328

.327002 0.314197 -2.180186
047132 -0.994638 -3.216868
.269921 0.745702 -3.019782
417526 2.534631 -1.438850

.489023 4.183296 -0.931462
.710129 3.400354 -0.220255
.155317 0.976299 0.114865

308319 -0.655204 -0.168509
.401080 -0.712549 -1.448792
.815662 -3.095464 -1.924121
561841 -2.181562 0.395613
.852629 -3.389201 -1.711807
732822 -2.894657 -3.002047
158485 -3.937283 -1.674050
.584744 -2.513907 0.620085
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-2.863231 -2.976785 0.679877
-3.334132 -1.303180 1.012281
-5.426004 -0.999323 -1.178774
-4.165731 0.204930 -0.891756
-4.400871 -0.490654 -2.525490
C 1.006739 3.890412 -1.398520
H -0.062295 3.878497 -1.623895
H 1.154072 4.305951 -0.393763
H 1.549542 4.487532 -2.145251

jasiiyaciiaciiie site ]

I,

58
Energy: -4080.76083411
Cu 0.265382 -1.434553 -1.963499
Cl 0.893229 -3.500352 -2.424180
C 2.092204 0.376072 -0.716010
-0.128642 -1.723503 -0.147631
-1.644654 -1.660788 0.060316
-2.346169 -1.874176 -1.209595
-1.905699 -3.179718 1.057780
-2.061379 -0.538127 0.886607
-3.198676 -3.278921 1.330036
-1.515094 -4.238266 0.379972
-1.224926 -3.091438 2.186593
.698572 -0.488938 -1.636900
.788955 -1.269276 -1.260176
.294051 -1.176876 0.029319
.717054 -0.291450 0.940292
.625341 0.481300 0.572714
.370280 -0.494760 -2.677823
.232086 -1.952880 -1.981341
.141623 -1.790416 0.328686
.115139 -0.215541 1.950710
2.153522 1.149943 1.291729
-1.114448 -0.676143 -4.140762
0.035820 -1.048500 -3.782361
-1.719218 -1.354531 -5.354809
-1.823353 0.221635 -3.466044
-1.434760 0.848834 -2.204443
-0.109851 0.411271 -1.709260
0.849468 1.092149 -1.077412
0.698885 2.512340 -0.683333
-0.455912 2.940516 -0.034541
-0.598581 4.279827 0.343164
0.422251 5.190717 0.071807
1.582236 4.748620 -0.565267
1.734102 3.423373 -0.938181
-2.773180 0.389308 -3.773072
-1.395359 1.939727 -2.358039
-2.232607 0.638696 -1.476575
-1.240167 2.234705 0.240559
-1.757111 4.589384 0.970293
0.332261 6.235420 0.358499
2.378718 5.462673 -0.768601
2.643474 3.081746 -1.430211
-2.895732 -0.588258 -5.951379
-0.631482 -1.550502 -6.410397
-2.187274 -2.723320 -4.829875
-2.621663 -3.296247 -5.660316
-1.348795 -3.292592 -4.406560
-2.949837 -2.612807 -4.046203
-1.048047 -2.114491 -7.254935
-0.260754 -0.589694 -6.792963
0.214686 -2.112403 -6.000803
-3.233168 -1.103985 -6.859094
-3.766223 -0.554877 -5.279048

B OB DN WS WwN

IoTDQDnDIDIDIoDoDoDDIDIooODnDDoDnonmImooaoooooaoazoooamommmm QOO0 no

-2.622640 0.437322 -6.237026

-1.933246 5.911369 1.414831

-2.908637 5.943266 1.906651

-1.155558 6.202130 2.137155

-1.928807 6.625497 0.577136
TS:”

58

Energy: -4080.73282186
Cu -1.308460 1.090836 0.143599
Cl -3.018288 1.929490 -0.964675
C 0.430073 -1.311679 1.906676
0 0.168483 1.963780 0.965444
S 1.342578 2.214892 0.028944
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1.088993 1.684487 -1.312472
1.243646 4.035762 -0.158409
2.623748 1.933294 0.655683
2.208503 4.446939 -0.967351
0.070315 4.364249 -0.676455
1.381455 4.622388 1.019492
-0.425151 -0.530731 2.698507
-0.418246 -0.643881 4.078049
0.445618 -1.540326 4.702587
1.303510 -2.319035 3.932819
1.298935 -2.205867 2.549459
-1.083888 0.190175 2.224180
-1.082463 -0.017506 4.670048
0.455199 -1.623847 5.787891
1.986292 -3.018254 4.412084
1.973395 -2.819569 1.955486
-2.908188 -1.163258 -0.726674
-2.346460 -0.811541 0.345029
-4.350305 -1.616950 -0.721440
-2.167048 -1.228128 -1.832416
-0.816499 -0.682622 -1.761588
-0.465438 -0.579394 -0.315100
.416115 -1.244219 0.443749
.511350 -1.919218 -0.318967
.760940 -1.322937 -0.416327
.787560 -1.978678 -1.106559
.551751 -3.221927 -1.696894
.289590 -3.804651 -1.592410
.264418 -3.165598 -0.910975
-2.619012 -1.310938 -2.734230
-0.105403 -1.365398 -2.245668
-0.770902 0.288582 -2.274310
2.958458 -0.343255 0.023124
4.969011 -1.327653 -1.148011
4.338618 -3.741813 -2.237448
2
0

P NDWWwNDRE o

.114387 -4.777915 -2.048346
.279065 -3.623608 -0.817727

5.119126 -0.805868 0.320791
-4.992715 -1.440227 -2.095556
-4.331032 -3.100674 -0.327697
-6.055586 -1.704447 -2.030496
-4.926626 -0.397963 -2.436567
-4.554192 -2.103395 -2.856357
-5.362409 -3.474173 -0.279730
-3.781342 -3.707175 -1.060852
-3.869185 -3.241212 0.657875
-6.165912 -1.136287 0.331478
-4.700116 -0.949768 1.323078
-5.083972 0.266064 0.087719
6.031827 -1.923251 -1.848851
6.876380 -1.234841 -1.767320
6.313609 -2.893039 -1.410887
5.785479 -2.067110 -2.911826

Reaction 7

reactant

37

Energy: -787.613769379

C

oommEmITOOOOOOOamTmoOQEm=z00

NS B NNDS B DNDNO

-4.017257 -0.033527 0.168143
-4.606970 -0.117953 -0.900305
-4.779118 -0.042832 1.498228
-2.661420 0.059464 0.214390
-2.158549 0.152486 1.084759
-1.895414 0.065789 -1.023585
-0.468394 0.038181 -0.750072
-2.200886 -0.799288 -1.631228
-2.160679 0.953571 -1.619197
.717726 0.025513 -0.505189
.112926 -0.024037 -0.223950
.766925 -1.252806 -0.091575
.127403 -1.318941 0.181002
.848758 -0.140131 0.323872
.224442 1.098593 0.197805
.859175 1.165826 -0.074955
.178785 -2.161245 -0.210079
.619689 -2.283907 0.279826
.916009 -0.174825 0.536930
.810213 2.006857 0.313745
.166531 2.317033 -0.212694
3.894620 0.106530 2.731894
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.784018
.529911
.518954
.175593
.344447
.168150
.159315
.832030
.427889
.273461
.413315

.866073
.131025
.313348
.657488

1.
-1
0.
-0
1.
-1
-1
-2
1.
2.
1.

108840 1.445883
.374309 1.565492
094975 3.635678
.720134 2.828897
058961 2.733907
.404345 2.459888
.504363 0.677737
.222142 1.617925
090210 2.336506
081966 1.416909
027381 0.5524098

3.529842 -0.087368
4.324221 -0.239132
3.638420 0.912296
3.620994 -0.846512

y: —-4388.24336188

Cu 0.431815 -0.212065 -0.359366
Cl 0.991401 -1.012487 -2.324183
C 1.762696 1.137821 -0.630524

.539498
.224427
.902968
.450017
.699070
.648031
.282739
.271953
.272592
.057340
.552034
.617657
.232882
.807730
.013468
.269891
.500847
.765484
.336674
.586033
.685954

-1.086905 -1
-2.005014 -1
-2.905917 -0.
-3.116565 -3.
-1.377313 -2.
-4.034952 -3.
-3.730502 -2.
1.296557 2.3
2.207342 3.4
3.529939 3.2
3.956800 1.9
3.067190 0.8
-2.192771 3.
-1.237202 1.
-0.239787 0.
0.705917 -0.
1.702207 -0.
2.840008 -1.
2.664139 -2.
3.787533 -3.
5.055278 -2.
5.241764 -1.
4.134982 -1.
0

1

4

4

3

3.
4.
3.
1.
0.
2

4.
4.
1.
0.
0.
0.

1.
-0
1.
-0
0.
-0
1.
0.
0.
-1
2.
3.
2.
4.

.544458 -0.195556
.886440 0.944935
785974 1.313909
081067 0.108444
625030 2.030806
506970 0.957978
487622 -0.919072
87427 -0.275089
46198 -0.287892
36710 -0.656261
62696 -1.016396
87419 -1.006130

-1.016129 2.733176 2.317361
0.076859 3.186844 2.635244

653804 1.975170
390747 2.241653
457758 2.678222
088669 1.664459
797641 1.440088
552403 1.106797

786231 0.428030
493536 -0.003259
996720 0.274275
795057 0.962311
069009 1.362417

.271359 2.558684 0.036688
.863571 4.430039 0.028419
.232607 4.068139 -0.660817
.987288 1.790068 -1.324407
.396543 -0.104977 -1.306073
-2.106975 0.995624 1.895047
0.374744 0.956584 3.439061
-0.739215 -0.409134 3.135502
.401985
.673618
.923500
.244611
.239064

150530 0.235411
428532 -0.545360
562913 -0.059763

427631 1.164953
108117 1.863530
.937733 1.941310
762542 3.026430
260360 0.599110

125680 -0.986185
608056 -1.471438
562190 -0.302430
768487 -1.510039
127394 -0.923503
.023364 -2.778789
267546 -2.275206
.395596 -1.885212
161025 -0.620134
.083341 0.481297
562987 0.116143
347536 -3.496120
010084 -3.209616
.073253 -2.552167
445278 2.897498
670155 1.748378
190028 1.138060
986192 0.336537
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H -0.937599 4.784905 0.602107
H -1.883177 3.482425 -0.177576
H -2.998103 5.499483 2.768863
H -2.458163 4.360125 4.022089
H -1.255278 5.269550 3.085826
C 1.103739 -4.205579 -0.657459
H 0.015535 -4.209139 -0.744327
H 1.548221 -4.011464 -1.642778
H 1.451995 -5.168980 -0.259535
F -2.436869 -4.122086 -0.353008
I;
58

Energy: -4080.72423557
Cu 0.118452 0.102961 0.085810
Cl 0.112608 0.302970 2.215010
C 1.986721 0.061192 0.350670
-1.853055 0.407858 -0.194168
-1.903870 1.829832 -0.714218
-2.766073 2.020529 -1.867065
-2.740045 2.730862 0.649752
-0.529533 2.363327 -0.752903
-2.894521 3.997527 0.290209
-3.928097 2.190761 0.871163
-2.019828 2.676748 1.753872
.702406 -1.115750 0.459665
.095172 -1.014806 0.455586
.717785 0.228800 0.371959
.955905 1.389239 0.289903
.561426 1.317880 0.291960
.208804 -2.086423 0.523955
.689944 -1.924552 0.524618
.804585 0.292608 0.385305
.437741 2.364485 0.238509
1.952895 2.221288 0.258699
-0.455458 -3.207182 0.682762
0.605699 -3.635812 0.243410
-0.946803 -3.555576 2.085845
-1.275740 -2.449839 -0.106922
-0.883131 -2.144955 -1.461801
.057742 -1.005366 -1.605177
.773737 -0.264417 -2.292397

B0 DN WS BN

.626566 0.638326 -2.941326
.079542 1.771652 -3.600068
.947751 2.723320 -4.140102
.321066 2.529322 -4.054480
.868933 1.403213 -3.437151
.020970 0.464251 -2.881650

-2.065663 -1.949378 0.280945
-0.407201 -3.036566 -1.887866
-1.783874 -1.909505 -2.040994
-0.247118 1.824524 -3.668786
1.555831 3.608013 -4.633973
3.981903 3.279478 -4.486699
4.946943 1.274304 -3.377869
3.410015 -0.409142 -2.359862
-2.139280 -2.722015 2.547445
-1.344178 -5.035491 2.031930
0.223474 -3.372964 3.051891
-0.068228 -3.708692 4.056603
1.089732 -3.959139 2.724173
0.521849 -2.317462 3.117023
-1.665382 -5.370819 3.027864
-2.177401 -5.199950 1.333491
-0.497040 -5.654163 1.711294
-2.394812 -2.995509 3.579899
-1.917017 -1.644880 2.539898
-3.036917 -2.910131 1.939838
-0.860886 3.028271 -4.095314

IoDTDQDnDDIDIDoDoDDI@DIooonDDDonmIZmaoaoaoooooaoazoooammmm QOO0 no
WWwWwrRrRProo

-1.930451 2.878750 -3.944813
-0.523626 3.868263 -3.473156
-0.643295 3.226294 -5.154256

TS,

58

Energy: -4080.71130898
Cu 0.596313 0.526090 -0.596116
Cl 0.220029 0.959232 -2.673316
C 2.122045 1.630849 -0.718103
0 -1.180785 -0.340550 -0.297181
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-1.675853 -1.661409 0.227636
-2.623708 -1.485310 1.334999
-2.695454 -2.194036 -1.197435
-0.652201 -2.686215 0.380278
-3.286058 -3.347729 -0.929326
-3.623165 -1.280880 -1.458668
-1.918658 -2.338992 -2.262126

1.989058 2.967106 -0.379486
3.118779 3.781787 -0.454008
4.340544 3.261392 -0.867173
4.438935 1.919042 -1.215319
3.320152 1.088826 -1.150331
1.032536 3.371961 -0.057976
3.032246 4.834285 -0.186923
5.216215 3.905588 -0.925414
5.388842 1.505796 -1.551811
3.393697 0.044710 -1.447368
-1.804442 1.845778 1.314341
-0.652814 2.217163 1.021501
-3.029681 2.321674 0.564182
-1.939075 1.090657 2.433688
-0.655451 0.826890 3.070220

.383887 0.698232 2.043223
.138488 0.081191 1.231857
.042131 -1.047696 1.372178
.242367 -1.906610 0.274223
.024811 -3.047619 0.405753
.640987 -3.318664 1.623675
.481478 -2.464875 2.710185
.678197 -1.340348 2.580958
-2.608889 0.320392 2.392723
-0.429596 1.630135 3.784895
-0.709833 -0.127295 3.613932
1.637439 -1.531789 -0.874600
3.153153 -3.725135 -0.434402
4.256465 -4.211401 1.718737
3.973070 -2.678182 3.656595
2.538797 -0.661398 3.421609
-2.747078 2.366191 -0.935554
-4.256161 1.458169 0.846466

-3.273325 3.746895 1.088668
-4.155736 4.167304 0.588136
-3.460703 3.750861 2.171527
-2.415045 4.397473 0.878122
-5.106880 1.857889 0.279377
-4.105901 0.416474 0.535088
-4.537926 1.474319 1.908671
-3.602321 2.829888 -1.445350

-1.850287 2.956199 -1.161960
-2.598638 1.360030 -1.345765
1.481232 -2.457876 -1.936631
0.910166 -1.924836 -2.702818
2.457143 -2.751865 -2.347098
0.921489 -3.334547 -1.587024

IIDITDQDnEDIIDI@DoDoDoDIDIooQDnD@DTDnomnmn ooz oooaEEmonmmOEEO000n
NWwwwNdND = o

TSa:"

58
Energy: -4080.70698754
Cu -0.227446 -0.824543 0.461223
Cl -0.641679 -1.137908 2.566189
C 1.274952 -2.057412 0.503570
-1.569999 0.629503 0.353193
-1.308347 2.047644 -0.096625
-1.913676 2.324585 -1.403999
-2.338229 2.955893 1.118826
0.063891 2.486648 0.125059
-2.297891 4.250354 0.844896
-3.595031 2.534226 1.040753
-1.881981 2.747831 2.338636
.089718 -3.249104 -0.184853
.852606 -4.355985 0.184408
.793078 -4.249248 1.202962
.975648 -3.036294 1.866108
.214574 -1.928096 1.520979
.353766 -3.318439 -0.983214
.710053 -5.300514 -0.337558
.392798 -5.114163 1.480536
.705760 -2.952562 2.668885
.347869 -0.978236 2.034859
-2.543503 -1.290015 -1.230249
-1.762194 -2.109515 -0.727543

ommETmITTm O™ 000 no
NWWREONNNRE
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-4.011623 -1.244745 -0.845095
-2.104192 -0.450902 -2.205365
-0.700867 -0.472829 -2.528568
.258685 -0.465841 -1.396788
.410577 -0.515673 -0.890279
.781960 -0.055126 -0.823665
.010266 1.297264 -0.585317
.324688 1.776936 -0.570549
.387046 0.901927 -0.798958
.134949 -0.451270 -1.034469
3.844022 -0.946203 -1.039427
-2.543954 0.466157 -2.263630
-0.475247 -1.378630 -3.111099
-0.485649 0.397676 -3.162369
.180946 1.980634 -0.402693
.457891 3.098447 -0.329494
.413795 1.259078 -0.793570
.972738 -1.123101 -1.211439
.642513 -2.003140 -1.204550
4.726254 0.005412 -1.351046
-4.639393 -2.490377 -1.486493
-4.126090 -1.334476 0.676745
-5.705488 -2.538020 -1.226122
-4.557975 -2.461354 -2.582605
-4.153084 -3.404289 -1.123620
-5.186226 -1.408780 0.955337
-3.599447 -2.214057 1.064038
-3.697830 -0.447787 1.160104
-5.772880 -0.023037 -1.020602
-4.282424 0.927572 -0.950347
-4.736570 0.062745 -2.448878

g od wN PO

IIDTDQDDDDIDoDoDoDIDoooDnomnmononmomTmoaoaaaaoonoaaz=zqn
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5.755983 3.637959 -0.289532

5.638345 4.703033 -0.076394

6.361578 3.176039 0.504826

6.274053 3.518155 -1.253166
I,

58

Energy: -4080.76308535
Cu 0.252129 -1.369473 -1.908685
Cl 0.942266 -3.433971 -2.288010
C 2.039779 0.465808 -0.692907

-0.267624 -1.603486 -0.104318

-1.787446 -1.730713 0.003967

-2.389388 -1.842778 -1.329198

-1.957634 -3.385431 0.781813

-2.377181 -0.791345 0.944305

-3.248925 -3.617852 0.975992

-1.457036 -4.316105 -0.000888

-1.332415 -3.392253 1.946430

2.660609 -0.410752 -1.593621

3.747424 -1.184258 -1.190920

4.234641 -1.073525 0.103281

3.642184 -0.177766 0.994889

2.554336 0.587361 0.602377

2.350308 -0.426810 -2.639885

4.200788 -1.876992 -1.896807

5.079928 -1.680263 0.422258

4.026401 -0.087621 2.009553

2.072291 1.265782 1.305249

-1.120133 -0.693714 -4.119183

0.033799 -1.040507 -3.748000

-1.712322 -1.415800 -5.314371

-1.839407 0.219771 -3.476596

-1.463056 0.881484 -2.230330

-0.136139 0.477759 -1.722448

0.803836 1.178031 -1.086120

0.653660 2.602130 -0.705887

-0.458780 3.043478 0.040803

-0.543189 4.378681 0.440896

0.469117 5.270662 0.102040

1.577906 4.846562 -0.621953

1.664833 3.514967 -1.008900

-2.794571 0.355584 -3.782268

-1.435273 1.968115 -2.413353

-2.251829 0.688039 -1.489051

~1.385639 2.108907 0.340471

~1.396455 4.723427 1.019990

0.387628 6.309513 0.417949

2.372348 5.544607 -0.876629

2.534863 3.157111 -1.559818
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TS:”

58
Energ

-2.
-0.
-2.
-2.
-1.
-2.
-1.
-0. .
0.247201 -2.087233 -5.978476

930473
631388
111870
538385
242209
861033
031118
314422

.259843
.789486
.707498
.396997
.923720
.964971
.092974

y: —-408

-0.711636 -5.903509
-1.574071 -6.383573
-2.797105 -4.767562
-3.396187 -5.583556
-3.325636 -4.354937
-2.709223 -3.968517
-2.170909 -7.213654
-0.602005 -6.785779

-1.257050 -6.796753
-0.705304 -5.215743
0.319746 -6.211407
2.415440 1.275104
1.474395 1.449959
2.778319 2.218792
3.171965 0.882031

0.73545509

Cu 0.746789 1.382060 0.297613
Cl 0.753567 3.458990 -0.440671
C -0.662077 -1.419016 1.719000

2

s 0w NN

o

LI |
= o o

mIImIDoQDnDDI@D@DoDoDoDDoooaonmDIoDoDToDmTDmoOoaoooo0cazooaEm om0 0o00ono

React

-1.
0.170873 0.487442 2.288189
0.075475 0.049322 4.701961

.206661
.861570
.196004
.465327
.171616
.182393
.249730
.131803

.229796
.277644
.758145
.185566
135293

530194
392305
122045
.639747
.152604
.364177
.843534
.180270
.566484
.146936
.677414
.281105
.389254
.587671
.658379
. 448645
.060937
.563440
.795605

ion 8

0.280995 0.838706
-0.492129 -0.296243
-0.248973 -1.578060
0.385858 -0.426677
-1.865347 0.070062
-0.153778 -1.401118
1.663117 -0.699243
0.287694 0.712024
-0.457341 2.644475
-0.708114 4.005088
-1.927686 4.475999
-2.894397 3.571528
-2.645541 2.207021

-0.789104 -2.126384 5.545826
-1.556222 -3.853155 3.929798
-1.467658 -3.408750 1.505443
-2.004401 2.001601 -0.348885
-1.386847 1.488937 0.622593

-3.037229 3.079708 -0.114974
-1.800813 1.496094 -1.562450
-0.755214 0.490982 -1.701109
-0.438519 0.003285 -0.326726
-0.661577 -1.170299 0.276734
-0.877808 -2.314831 -0.655494
0.166897 -3.167022 -1.001076
-0.062555 -4.254362 -1.840524
-1.340916 -4.483176 -2.330923
-2.399120 -3.638118 -1.997932
-2.168892 -2.547866 -1.161760
-2.126163 1.994829 -2.380340
-1.119566 -0.354913 -2.298608

0.123013 0.918377 -2.205576
1.164808 -2.965075 -0.607168
0.758888 -4.914166 -2.109607
-1.
-3.
-3.

-5.330766 -2.987700
-3.838592 -2.392363
-1.654581 -0.780629
3.887676 1.118540
4.004390 -1.325445
2.348593 0.132177
4.822781 -1.087112
4.446569 -1.581786
3.496996 -2.209819
3.084085 0.360343
1.775843 -0.751868
1.658213 0.981985
4.670525 1.292901
3.252394 2.009884
4.358467 0.977534
-1.908384 -1.173910
-1.124259 -0.720778
-1.870412 -2.267978
-2.887709 -0.812618
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42
Energ

Cc -4.
-4.
-4.
-2.
-2.

mTmIDIoDTDoQo0ommmnDnDD D oD ITDOOQOEDTDOOmTDOoOoaoooammoom=za0o0

Q 00 © W 0 W W O O

-
a

77
Energ

ant

y: -940.

027195
596252
813953
667926
176663
.887944
.464234
.189765
.136773

.719161
.113773
. 712533
.066093
.846085
.257028
.902159
.099150
.548362
.290445
.868235
.434411

.944250
.691505
.700889
.584858
.312107
.303900
.358968
.319977
.097436
.350210
.081329
.309706

.340689
.878918
.476896
.820575
.953878
.725237
.379294

y: —454

199831038

0.068797 0.183428
0.199417 -0.890942
-0.078438 1.489907
0.047528 0.254072
-0.052475 1.130214
0.185069 -0.965866
0.106246 -0.682416
-0.598125 -1.678378
1.139713 -1.454766
0.039288 -0.432666
-0.037139 -0.144295
-1.272665 0.146036
-1.341249 0.427900
-0.182805 0.423868
1.050238 0.134131
1.123281 -0.146566
-2.171621 0.144737
-2.289673 0.655441
-0.324214 0.734115
1.949233 0.131496
2.079548 -0.372775
-0.225686 2.734323
1.167496 1.622609
-1.315314 1.335399
-0.324746 3.621021
-1.124947 2.694056
0.653477 2.898636
-1.420066 2.209371
-1.232983 0.434883
-2.230539 1.253689
1.074347 2.497418
2.072635 1.752570
1.298133 0.727239

.938283 0.851105 0.697693
.831879

-1.376345 0.992330

0.790860

0.355068
0.110964

0
2.194056 0.
1
0

2.202820 1.
2.606544 -0.108653
2.852136 1.616239

0.82468098

.987362

895512

.986005
.270990

109846

Cu 0.635263 -0.005433 -0.515173
Cl 1.249126 -0.625969 -2.516262
C 1.921590 1.381590 -0.753159

1
2
3.
4
3

js=iis o NoNoNoNoNoNoNoNoN-NoNoNoNo N NN NN N NoNoNON O Ne)

B O Wk NN R PO

-0.
-1.
-2.
-2.

707377
543064
203056
912758
.915672
.774159
.556277

.399040
.301931

664586

.147062

269674

-1.504170
-1.873159
-0.726090
-2.776468
-2.855159
-3.199634
-1.961600
2.640291 -
3.704848 -
3.496117 -
2.215161 -
1.136514 -

-0.852738
-1.930512
-3.213520
-4.222065
-3.973302
-2.702184
-1.682002

0.
0.
0.
0.
. 0.
-1.037706 3.016957 2.078953
-0.146161 3.854559 1.989035
-2.508593 3.436037 2.042772
-0.766621 1.691257 2.255796
.591796 1.252310 2.409779

.034702 0.156924 1.526011

.701133
.558232
.056437
.938983
.311720
.814114
.942852
.338062 2.823244 -0.
.907333 4.693664 -0.
.355779 4.333865 -0.

0.

1
0
0
0.
0
0

-0.341779
0.855926
1.485482
0.035725
1.731267
0.944134
-0.809051
528499
432661
590979
848312
939534

.266427
.919225
.642511
296147
.230783
.521385
861006
382691
205654
519206
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H 5.212579 2.045297 -0.996948

H 3.636240 0.139308 -1.174264
-1.489859 0.979898 2.178579
1.227105 2.133158 2.229214

0.782635 0.913365 3.440900

0.986117 -3.394129 0.715328
2.582450 -5.224549 0.070948
5
5
4

.198523 -5.106475 -0.153249
.884851 -2.522655 0.475914
.314175 -0.685164 1.093349
3.491515 2.282331 2.205998
-2.701607 4.435938 3.186219
-2.744991 4.138282 0.704603
-3.319470 1.210452 -1.023375
-4.557465 0.836860 -1.646602
-5.607361 0.869466 -0.568172
-2.135578 0.880595 -1.524259
-1.151479 1.202614 -0.871951
-2.079492 0.157657 -2.830607
-4.771121 1.551046 -2.454793

-4.472024 -0.166212 -2.079781

-6.587413 0.605101 -0.981425
-5.351570 0.151528 0.221233

.673076 1.868621 -0.120757

-2.802969 0.555321 -3.550503
-1.067318 0.218656 -3.235058

-2.304721 -0.903555 -2.659672
.163725
.194954

-3.357913 1.759202
-4.517171 2.678750
-3.408762 1.550015
-3.776789 4.516578
-2.056267 4.983366
-2.597272 3.442836
-3.726064 4.833731
-2.546601 3.956547

-1.996381 5.270115
.489260 -4.745573
.796762 -6.221312
.422527 -5.771679
.375128 -5.445017
.119794 -6.713447
.499628 -5.906484
.272261 -6.634587
.543001 -6.253876
.752122 -4.945774

MDD ZOODTDQO0O0N N NN DI IOD oD DD DD oDoDoDEDTEDOOO0OQQ0000mn QI mmm
LoV oy |
o

-2.447776 -3.807464 -0.646409

-
-

63
Energy: -4233.30302189

Cu -0.043125 0.148151 -0.005046

3
2
1.
0
0
-0
3.

4.
3.

-0.
-0.
-0.
-0.
-0.
-2.
-2.
-2.

-2

392282

.657039
.585462

.132049
164688

163395

097388

190844
397993
567941
137815
095593
069310
344281
474921
.533613

Cl -0.024543 0.300117 2.121434
C 1.818433 0.269054 0.312612

-2.070233 0
-2.107240 1
-2.774390 1.800531
-3.130525 2.622599
-0.745837 2.262394
-3.190194 3.889892
-4.350351 2.110860
-2.593298 2.543232
.615335 -0
.993244 -0

-0.737389 -3.603214
-1.349964 -2.551348
-1.087235 -2.223517
-0.138600 -1.111005

ooz aooaoaxz@omomTm OO0 00no

-2
0.
-0
-0
0.
1.

2

-0.065001
-1.446095
-1.656604
0.573450 -0.288717 -2.230037
1.498443 0.585224 -2.865196
1.110118 1.871455 -3.271352
2.044004 2.704908 -3.863332

.302131 -0.287634
.690884 -0.883664

.166658
319758
.765170
.054697
345663
523324

2 .853414 0.413972
3 .654526 0.307524
4.515194 0.625769 0.138720
3.669422 1.728602 0.079860
2.287829 1.563371 0.192511
2.194219 -1.851154 0.543354
4.655830 -1.516948 0.363896
5.592463 0.765718 0.068469
4.075356 2.732240 -0.036433
1.612356 2.417465 0.179385
-0.391235 -3.200437 0.663103
0.677164 -3.501720 0.142844

.094288

547
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3.356102 2.267158 -4.059437
3.738983 0.981980 -3.667613
2.813953 0.141561 -3.071987
-2.143581 -2.110483 0.382635
-0.670987 -3.107920 -1.945501
-2.036077 -1.958454 -1.926101
.088473 2.201375 -3.094972
.778030 3.709655 -4.183836
.307956 3.218156 -4.696550
.762327 0.652454 -3.826841
.095800 -0.857197 -2.743835
-1.965557 -2.891133 2.654746
-0.998065 -5.113831 2.045842
0.479327 -3.321161 2.974785
0.293778 -3.688274 3.993511
1.368460 -3.825259 2.578567
0.686666 -2.243615 3.032051

[SSR NS Y

-1.213179 -5.486324 3.056949
-1.860861 -5.349640 1.406418
-0.122525 -5.647665 1.656240
-2.115163 -3.193349 3.699796
-1.848445 -1.797860 2.643534
-2.884355 -3.161519 2.113688
5.534813 2.695764 -4.832140
4.011021 4.336094 -5.051286
6.507112 3.556669 -5.443542
7.805682 2.797529 -5.502448
6.144175 3.845039 -6.438721
6.585301 4.476416 -4.849141
8.584294 3.415471 -5.964187
8.141218 2.517346 -4.496961
7.697183 1.881930 -6.095631
TS
63

Energy: -4233.28152947
Cu -0.770305 0.820789 -0.833777

C
C

[ONQ NN Qi: il sl o NoNo NN NONONO NN~ el Qi1 l:NoNo NN NN Mo N NoNo NN N6}

1 -1.645707 1.458808 -2.673458
0.231533 2.407635 -0.913915
-1.415426 -1.040079 -0.949989
-1.977325 -2.073857 -0.012138
-3.398049 -1.877671 0.279593
-1.883762 -3.560738 -1.080046
-1.118861 -2.378810 1.134417
-2.349560 -4.602718 -0.407900
-2.601313 -3.389872 -2.174959
-0.619723 -3.787614 -1.411769
-0.155852 3.529758 -0.204183
0.697491 4.633191 -0.204207
1.893633 4.600706 -0.915635
2.243703 3.465225 -1.638938
1.403264 2.352428 -1.649917
-1.091984 3.546091 0.349974
0.418244 5.523013 0.358563
2.550353 5.468923 -0.914793
3.170199 3.439578 -2.210539
1.666847 1.467286 -2.228682
-3.251415 0.889096 1.457826
-2.325946 1.521053 0.906704

-4.690634 1.028960 1.017179

-2.914174 0.168057 2.543127

-1.507830 0.213957 2.908588

-0.687539 0.532033 1.730974

.190665 0.422445 0.837058

.566967 -0.045470 0.710862

.853887 -1.348372 0.289855

.176564 -1.745489 0.165798

.216368 -0.858927 0.450498

.924152 0.443361 0.861478

.605474 0.851959 0.985884

-3.494123 -0.606339 2.842654

-1.352248 0.951507 3.709423

-1.189500 -0.778078 3.256561

1.040087 -2.040287 0.085311

3.427803 -2.755119 -0.152446

5.606758 -1.354081 0.297744

4

2
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.734524 1.134326 1.079770
.365914 1.870999 1.287948
-4.756407 0.968943 -0.508835
-5.598045 -0.028656 1.638094
-5.119008 2.424268 1.501062

548
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63

.161255
.058804
.496843
.622372
.289716
.634027
.792937
.118770
.436033

.519756
.896550
.886906
. 746491
.057346
.062290
.807471
.552693
.548115

2
2
3.
0

.599842 1
.509484 2
207985 1
.127128 1

.203856
.595492
.051865
.276358

-1.040258 1.346646
0.049294 2.735155
1.143388 -0.827070
1.732306 -0.971140
-0.012150 -0.879071
-0.414383 0.595027
-2.475844 -0.053715
-0.825134 0.468952
0.352841 0.844052
-1.691960 1.121114
-1.159123 -0.562274
0.089364 0.763477
1.204664 0.181425
0.668904 1.875046

-4233.29192990

Cu 1.033411 0.798914 0
Cl 1.633573 1.154516 2
C -0.388700 2.120123 0

mmIEmoDnQoo@mmmomnIOOOO@DnmnoOED@DTDTDmTOOOOO0000azoo0oQaononm Q"0 00no

2.
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o
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-1.

288284

.908856
.373388
.989711
.539535
.820494
.259148
.682298

.197061
.867516
.726843
.918406
246907

0.
2.
2.
3.
2.
4.
2.
2.
3.

4
4
3
2

725348 0
144944 -
515266 -
058377 1
488316 0
358800 0
748174 0
737030 2
268450 -
.431610 0
.422299 1
.251572 2
.088033 1

.472252
.522600
.591042
.306693
0.044348
1.385257
.122095
.321391
.944591
.887778
.363417
0.166190
.209273
.302366
.035241
.685137

0.473810 3.261693 -1.022775
-0.718007 5.343016 -0.366761
-2.255812 5.330740 1.584512
-2.583686 3.244135 2.896524
-1.385979 1.171733 2.255346

3
2
4.
2
1
0

-1.
-3.
-6.
-5.

I
N

I s s oyUl s oy 01Ol

-6.
-8.
-8.
-8.
-8.
-9.
-8.

.218951
.526455

710395

.654245
.231883
.373505
0.
-2.
-2.
-3.
4.
4.
-3.

720609
100054
375609
696600
734125
451583
137476

549660
945681
126528
2677177
.901235

.314733
.341990
.960408
.385864
.860453
.227623
.042914
.506404

540676

.035238
403091
411686
935623
929065
498265
999540
790809

1
1
0
0.
0
0

.066796 -1.
.944188 -0.
.955071 -1.
220604 -2.
.309727 -2.
.397235 -1.

426267
891495
164740
328124
534039
327422

0.533087 -0.719374
0.140745 -0.514849
-1.198779 -0.216413
-1.601165 -0.077303
-0.683473 -0.238145
0.654291 -0.533361
1.069997 -0.660751
3.039263 -0.720301 -2.389734
1.005225 1.205651 -3.131436
0.917335 -0.569081 -3.112468
-1.898180 -0.090635
-2.633688 0.157589
-1.185097 -0.081377
1.361151 -0.656688
2.111495 -0.875429
-0.344419 -1.689212
2.147951 -1.896430
1.079968 0.338431
-0.363099 -1.449175
-1.229777 -1.222651
-0.432456 -2.781560
1.115566 0.
1.991681 0.
0.225435 0.

0.211753
2.336647
0.605007

522306
743073
883514
-0.243728
0.167870
-0.116068

0.318642 0.151547

1.191381
1.319074
1.4129e61
0.487931

-1.407118
0.711124

-1.319633
-2.236861
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H -8.405488 -2.124346 -1.643470
H 6.427708 2.145576 -1.730061
H 5.164041 2.093699 -2.980079
H 4.936199 3.095912 -1.522200

I

63
Energy: -4233.34601313
Cu 0.267670 -1.424793 -1.978953
Cl 0.971565 -3.464567 -2.432463
C 2.031294 0.460139 -0.749089
-0.095209 -1.719693 -0.159120
-1.610901 -1.709902 0.065475
-2.316978 -1.951008 -1.196861
-1.807186 -3.233389 1.071630
-2.056940 -0.598581 0.892035
-3.091817 -3.373981 1.362589
-1.391112 -4.280060 0.390831
-1.113110 -3.117534 2.189392
.669247 -0.375347 -1.675866
.795010 -1.107720 -1.307328
.302651 -0.996821 -0.020177
.692195 -0.140841 0.896923
.565644 0.584380 0.537453
.333898 -0.394762 -2.714342
.264338 -1.768840 -2.032822
.178058 -1.573244 0.272647
.091589 -0.050903 1.905594
2.068960 1.228411 1.262285
-1.151220 -0.731276 -4.150806
0.015209 -1.055512 -3.796651
-1.736043 -1.440943 -5.356388
-1.891076 0.141792 -3.476880
-1.519300 0.793966 -2.223165
-0.178406 0.404929 -1.728559
0.757533 1.124069 -1.103318
0.551633 2.536713 -0.710715
-0.618871 2.929940 -0.051013
-0.803077 4.256621 0.311551
0.178892 5.205571 0.025846
1.358677 4.814283 -0.613325
1.545283 3.488257 -0.971147
-2.847843 0.272059 -3.780837
-1.519693 1.883790 -2.389195
-2.306479 0.562542 -1.490468
-1.359532 2.176598 0.219270
4
6

B OB NN WS WN

-1.701887 4.579799 0.832837
-0.079050 6.609826 0.434848
2.125339 5.555471 -0.825006
2.465364 3.176124 -1.464429
-2.940350 -0.720922 -5.955152
-0.645848 -1.609893 -6.414115
-2.154815 -2.819941 -4.816162
-2.572282 -3.415254 -5.639446
-1.295695 -3.356350 -4.391303
-2.917951 -2.728265 -4.030626
-1.046399 -2.194985 -7.251954
-0.308813 -0.640810 -6.806706
0.220052 -2.139753 -6.003018
-3.262962 -1.256240 -6.856846
-3.809409 -0.711366 -5.280192
-2.703799 0.310720 -6.251172
0.945221 7.424129 0.136971
-1.095705 6.985061 0.974832
0.768258 8.798139 0.506736
2.016879 9.536233 0.102990
-0.128177 9.186051 0.005105
0.581474 8.851339 1.587358
1.931734 10.597094 0.365309
2.895846 9.125484 0.613600
2.182924 9.461864 -0.978234
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63
Energy: -4233.31821338
Cu -2.320823 0.106246 -0.253607

Cl -3.756306 -0.543105 -1.791442

C -0.125249 -0.282377 2.364161
0 -2.012827 1.833224 0.480659
S -1.042382 2.689792 -0.322013
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-0.515379 1.967948 -1.482405
-2.190374 3.937900 -1.018312
-0.108926 3.414139 0.525799
-1.510852 4.788908 -1.771188
-3.104254 3.331475 -1.759347
-2.787077 4.598331 -0.039844
-1.470646 -0.185047 2.750406
-1.822706 -0.098168 4.086100
-0.838430 -0.104389 5.071679
0.500424 -0.196400 4.706455
0.855371 -0.282950 3.367376
-2.245660 -0.152981 1.990467
-2.872518 -0.010866 4.358427
-1.116065 -0.028844 6.121435
1.277223 -0.196912 5.468761
1.906140 -0.356841 3.093582
-1.828467 -2.716630 -0.681726
-1.964977 -1.958506 0.316005
-2.593925 -4.017504 -0.765122
-0.914666 -2.391910 -1.596054
-0.295874 -1.076538 -1.479086
-0.540303 -0.605813 -0.084605
0.275876 -0.416689 0.961121
1.720945 -0.263048 0.613340
2.306183 1.004751 0.575337
3.658556 1.123429 0.285123
4.431405 -0.011137 0.031757
3.843190 -1.277578 0.064482
.491134 -1.400844 0.352615
-0.916130 -2.859250 -2.493987
0.787547 -1.149991 -1.642405
-0.711942 -0.390186 -2.230384
.694417 1.889053 0.761639
4.138431 2.098993 0.245258
5.873817 0.186938 -0.265646
4.450606 -2.158258 -0.129017
2

-

.021893 -2.385328 0.392277
3.966606 -3.825126 -0.122129
-2.756919 -4.471906 -2.214008
-1.777209 -5.046421 0.029582
-3.383971 -5.371798 -2.238542
-3.252180 -3.701622 -2.820932
-1.799841 -4.747909 -2.681641
-2.307112 -6.007979 0.024652
-0.782583 -5.202129 -0.410815
-1.651678 -4.729803 1.072879
-4.522907 -4.769919 -0.175484
-3.874625 -3.536300 0.930961
-4.536949 -3.044272 -0.641120
.506003 -0.974971 -0.501833
.418354 1.267704 -0.286670
.907543 -0.880455 -0.800180
.311085 -1.863219 -0.533701
.131355 -0.557866 -2.257778
.356537 -0.120808 -0.149695
.203703 -0.566772 -2.487567
.636475 -1.296207 -2.900059
.739065 0.436955 -2.495966
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Reaction 9
reactant

42
Energy: -940.199439061
C -3.995651 0.044487 0.175959
-4.579459 0.012655 -0.898072
-4.762844 -0.004998 1.501424
-2.637296 0.111363 0.230346
-2.136469 0.157887 1.105575
-1.872096 0.149920 -1.006288
-0.444779 0.092064 -0.736152
-2.186941 -0.689413 -1.644564
.124455 1.060765 -1.571866
0.741749 0.046459 -0.497540
2.140977 -0.015432 -0.222112
2.773099 -1.254061 -0.037455
4.134221 -1.317296 0.231761
4.881080 -0.149720 0.319760
4.263866 1.089383 0.137428
2.899259 1.157465 -0.132179
2.179020 -2.163451 -0.110012

mooaoooaoammaQm=z0O0
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.614264 -2.283689 0.372727
.948593 -0.170390 0.529064
.113664 2.303463 0.242819

418007 2.121824 -0.274876
0.093821 2.742571
1.155727 1.486186
-1.332349 1.518418
0.059220 3.643038
-0.743758 2.815671
1.039679 2.778216
-1.389714 2.409858
-1.425093 0.625582
-2.187100 1.541419
1.109604 2.372774

2.125315 1.495043
1.111851 0.587967
.433677 0.049672

.283058 0.476698

.647731 0.135221

.788633 -0.108885

.881697
.758581
.523996
.509768
.172423
.321417
.164329
.152860
.832979
.406443
.240709
.384657

.416888
.301505
.174450
.222753
.646261
.983625
.755376
.762081
.422581

Energy: -454
Cu 0.627171 0.092573 -0.477054

Cl 1.283202 -0.549689 -2.461114

.611957 -0.606115
.745128 -0.054217
.707678 -1.100464
.797254 0.640588

3
2
4
5
4.700519 1.125329
4
6
5
5

0.82292984

C 1.921521 1.473671 -0.690120

mImaooooonOOQmDIaQEoDnoDoDIDIDToDTDTTOOQOOOO000000=z2z00000000"m80000O

-0.
-1.
-2.
-2.

725786
563594
275273
882647
.913046
.752243
.531208

.397004
.299083
.664325
.150032
.273034

-1.388866
-1.766525
-0.631706
-2.730974
-2.703096
-3.163899
-1.948047
2.735101 -
3.799522 -
3.587824 -
2.303882 -
1.225565 -

-0.305181

0
1
0
1
0

-0.814925

0.
0.
0.
0.
0.

-1.076711 3.106459 2.
-0.181071 3.942118 2.
-2.545223 3.529089 2.
-0.813075 1.778765 2.
1.336137 2.444524
0.245955 1.564916

I BB NOOKH | WU PFPOWRBNNNRERO

.539526
.002594
.663330
.516365
.013945
.899231
.275858
.776604
.904832
.333190
.901897
.355087
.218102
.642663
1.538774 1.070022 2.
.180910 2.216951 2.286681
.698816 0.991385 3.478976
.943623
.322793
.950507
.849421
.277317

.534341
.761923
.749593
.313393
.543317
.583323
.122074
.145166
.050181
.786587
.429649

-0.770136
-1.849337
-3.115324
-4.122802
-3.882172
-2.632821
-1.614152
2.919419 -
4.791284 -
4.425467 -
2.131736 -
0.225664 -

1
0
0.
0
0
0

0.
0.
0.
0.
0.
1.

.889927
.487283
.057814
.795925
.954230

486196
382885
512710
748266
846081
078139
015191
003448
251836

.314656
.964135

628736

.261729
.245438
.596502

947513
364751
173866
435517
874574
064834
168368

-3.314260 0.659010

-5.444572
-4.684386
-2.453237
-0.627573

2.380124
4.547577
4.210287
1.257265
0.832445
0.848323
0.940877
1.303134
0.186025
1.526081

-0.174465 -2.081506

-0
-0

0
1
2.
3
0

-1

-0.

-2
-2

.109806
.043187

.589758
.219794

161765

.125784
.649001
1.
-1.
-0.

057605
664182
575774
.548890
906257
.836218
.481858
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H -6.555490 0.532077 -0.970823
H -5.286621 0.162666 0.227848
H -5.686729 1.854660 -0.152274
H -2.776129 0.557122 -3.567968
H -1.037116 0.250571 -3.237741
H -2.262866 -0.873292 -2.639808
H -3.421976 1.869822 3.129132
H -4.558392 2.778902 2.123370
H -3.436323 1.635996 1.360529
H -3.778487 4.591892 0.573271
H -2.054829 5.050793 0.531187
H -2.587258 3.500662 -0.172798
H -3.784227 4.948015 3.073361
H -2.631958 4.083656 4.114009
H -2.051883 5.377990 3.040655
0 3.276202 -6.326382 -0.452438
O 1.139701 -5.690140 -0.108556
C 2.816572 -7.633391 -0.832656
H 3.617902 -8.032047 -1.463904
C 2.574409 -8.496750 0.381583
H 1.906703 -7.524633 -1.434303
H 2.299998 -9.513242 0.074533
H 3.476502 -8.557261 1.002192
H 1.756196 -8.089635 0.985869
F -2.369991 -3.755869 -0.594371
I
63

Energy: -4233.30134818
Cu -0.057677 0.129780 0.076450
Cl -0.025948 0.258015 2.205185
C 1.809508 0.221858 0.359482

-2.077359 0.294826 -0.166974
-2.120845 1.677146 -0.782928
-2.814391 1.764651 -2.052664
-3.118779 2.625389 0.429010

0

1

1

2
-0.755488 2.243063 -0.694496
-3.192794 3.885986 0.036799
-4.335631 2.109227 0.492667
-2.552418 2.566548 1.620738

.593196 -0.912263 0.435788

-0 0

2

3.974983 .728643 0.351312
4.515412 0.548943 0.226110
3.683548 1.663352 0.186517
2.298705 1.512272 0.276234
2.159593 -1.908471 0.533186
4.625957 -1.600819 0.391955
5.595302 0.677110 0.175032
4.103533 2.664638 0.104539
1.634879 2.375762 0.278172
-0.428017 -3.227331 0.657888
0.631483 -3.531599 0.120957
-0.762264 -3.650701 2.085940
-1.386768 -2.553845 -0.047200
-1.128921 -2.191599 -1.420413
-0.177830 -1.075496 -1.606288
.528931 -0.249675 -2.182855

0

1.451664 0.627485 -2.813150
1.058768 1.898953 -3.248955
1.997040 2.735150 -3.846578
3.317835 2.306618 -4.006462
3.704722 1.039902 -3.581816
2.777551 0.197725 -2.988251

-2.167283 -2.108129 0.418656
-0.717662 -3.064562 -1.943192
-2.078544 -1.911107 -1.890163
0.035122 2.243941 -3.109727
1.536236 4.074036 -4.304761
4.038495 2.975584 -4.470671
4.734147 0.711812 -3.709249
3.063954 -0.790049 -2.630753
-1.977267 -2.936504 2.671882
-1.036788 -5.157935 2.016335
0.466959 -3.392816 2.956637
0.289437 -3.773281 3.971917
1.346857 -3.899085 2.542871
0.684774 -2.317997 3.027494
-1.242396 -5.545261 3.023861
-1.909633 -5.375695 1.384161
-0.170994 -5.692756 1.606766
-2.119571 -3.256879 3.712566
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.848543 -1.844363 2.680181

.904078 -3.187181 2.135064
.539760 4.807612 -4.810830
.392782 4.457708 -4.234181
.168570 6.111655 -5.281579
.416417 6.773702 -5.802005
.398938 5.999731 -6.056496
.712929 6.668205 -4.452286
.184257 7.777769 -6.175254
.169019 6.867481 -5.010190
.853285 6.194492 -6.624106

Energy: -4233.27969541

Cu 0
Cl1
c 0.
0.
0.
2.
-0
0.
-0
0.
-1
1.
1.
0.
-0
-0
2.
1.
-0
-1
-1

O NN W

3.
2.
1.

I
[y
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-1.
-4.
-5.
-3.

.884870 0.874979 0.772056
.667220 1.119915 2.745685
631872 2.736149 0.771689
740011 -1.085745 0.875675
786754 -2.276156 -0.045375
136425 -2.822488 -0.199178
.142203 -3.496937 0.958616
009276 -2.122676 -1.275967
.202160 -4.641586 0.294012
465559 -3.695616 2.115504
.368194 -3.049678 1.173249
555396 3.576615 0.176432
253942 4.936606 0.100737
061102 5.425508 0.625663
.837732 4.558114 1.237915
.552831 3.195697 1.322204
484027 3.185599 -0.234669
962391 5.614114 -0.374280
.163666 6.489041 0.566209
.765425 4.936767 1.664464
.249984 2.515480 1.811900

.401200 -0.204022 -1.170431
.803209 0.804791 -0.738952

.658823 -0.732014 -0.517888
.924179 -0.732455 -2.312780
.765402 -0.051581 -2.868891
.022176 0.624946 -1.796873

.075682 0.900296 -1.012876

-1.
-2.
-3.
-4.
-3.
-1.

370359 1.091387 -1.084801
260760 0.117575 -0.635075
632644 0.363277 -0.689886
115668 1.577010 -1.181647
222641 2.549078 -1.615364
854654 2.314392 -1.563549
100449 -1.705265 -2.535236
086284 0.659971 -3.643354

084673 -0.792688 -3.308577
905892 -0.840202 -0.258680
538907 -0.710643 -0.202982
187764 1.752542 -1.215861
592068 3.500700 -1.992620
.145946 3.081895 -1.874640

.433751 -0.838175 0.991092
.093731 -2.077690 -1.090405
.735049 0.325583 -0.811168
.680714 0.007769 -0.352778
.904020 0.442288 -1.891302
.458782 1.299983 -0.390598
.013353 -2.396636 -0.583478
.332764 -2.849234 -0.918165
.326325 -2.014450 -2.163939
.371511 -1.154671 1.467188
.133026 0.123537 1.424577

656109 -1.576220 1.222470
.833981 -0.371076 -0.315661
.164006 -1.769271 0.244897
.767417 -1.360123 0.137408
.150175 -0.801424 -0.069826
.601646 -2.287080 -0.427269
.560554 -1.584545 1.192127
.904696 -1.523869 0.262392
.287058 0.125000 0.500477
.328137 -0.581211 -1.129116
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63

Energy:

-4233.28968422

Cu 1.003672 0.835580 0.470628
Cl 1.505892 0.952270 2.575619

3
2
4
2.
1
0

[N RSN S, B E, I E, B o R E, B |
NS}

ITomTmQEEQoonDIIDIIoDooDDIDIOoOOO@mDDDIoODIoD DDz ooaoarzonmm Qg0 00noQa
&)

L I B N A N |
ES IO NSRS e N IS T

[
N

63
Energ

-1
-1
-2
-1

T O QO o

-0.
-1.
-2.

-0.
C 2.720982 -0.437192 -

628928

.317717
.429264
0.
-2.
-2.
-4.
-4.
-4.
-2.
2.727297 -1.
1.414145 1.256423 -3.133808

0.805102 -0.413531 -3.136423
-2.
-4.
-5.
-4.

624940
069793
814845
208413
845285
095961
711693

317654
967719
931666
596310
.113261

.931394
.720954
.815203
.734108
.645089
.580492
.835316
.614016
.107854
.919467
.190573
.930331

.294393
.450184
.112689
.080586
.682482
.230465
.920365
.255242
.613663

0.4
1.5
-0.
-0.
0.3
0.7

1
1
0
0.
1
2
2

-0

-1

1.

3.

3.
-1.
0.8
-0.
0.5
0.8
1.8
-0.
0.9
-0.
-1.
-2.
-1.

-0.
-2.
-2.
-1.
-2.
-2.
-3.
-2.
-1.

0.051849 2.527551 0.545810

1.750659 -0.982038 0.334590
0.987588 -2.206849 -0.120167
1.501345 -2.717675 -1.395194
1.543673 -3.407366 1.149640
-0.455486 -2.078530 0.035956
1.022569 -4.594960 0.887201
2.867676 -3.496732 1.123693
1.154379 -3.006775 2.344489
0.654231 3.585609 -0.122311
0.338352 4.886379 0.268333

-0.580288 5.107202 1.288514
-1.187711 4.029140 1.931830
-0.873611 2.727650 1.565312
1.367398 3.399389 -0.922547
0.811920 5.725492 -0.238160
-0.829629 6.124829 1.583504
-1.899848 4.199359 2.737085
-1.337355 1.880881 2.067409
.335080
.891256
.691901

72022 -1.234178
14204 -0.732464
087845 -0.843639
160255 -2.208237
43213 -2.527647
00864 -1.393664

.168342 -0.888856
.255173 -0.846682
.081267 -0.715962

153599 -0.733199

.385820 -0.882431
.551606 -1.014921
.492978 -0.987395

171867 -2.272528

.881686 -0.590696
.119143 -0.594443
424595 -0.893577
510098 -1.135281
398899 -1.077141
501699 -1.365685
69490 -1.461084
065838 0.680446
38185 -1.195976
86722 -2.557872
90257 -1.084777
359276 0.963779
33860 1.082103
763053 1.146559
843773 -1.030917
216494 -0.980404
545342 -2.464229
911006 -0.572370
208520 -0.517719
084151 -0.432498
793696 -0.854771
888115 -1.041052
492565 1.015820
339252 1.115163
798846 1.409955
664195 1.623701

y: —4233.34536002

Cu 0.325631 -1.474114 -2.013892
Cl 1.049818 -3.472362 -2.606503
C 2.079579 0.324287 -0.687306

009494
522497
244426
.696799
.960831
.974902
.296296
978942

-1.
-1.
-2.
-3.
-0.
-3.

-4

-3.

890927 -0.213952
906079 0.032573
065119 -1.234101
499013 0.928768
0.941167
1.236436
.493501 0.164700
2.037348
1.673005

S55



TN ICDo@DnTDQOoO0OINIDDN DD IDI oD TDTOQOQDIDIIDIODNEDIDIZIOOOOO00000z000mmmImT QOO0

.840707 -1.202760 -1.355155
.337041 -1.199221 -0.059217
.721502 -0.417951 0.919513
.601945 0.339939 0.610079
.390381 -0.374631 -2.711343
.312434 -1.807013 -2.127145
.206613 -1.802778 0.193599
.110900 -0.413970 1.936102
2.099779 0.924056 1.380423
-1.138586 -0.672802 -4.114615
0.040341 -0.996440 -3.803080
-1.737870 -1.320475 -5.347792
-1.876067 0.148985 -3.377140
-1.484099 0.737491 -2.098887
-0.133076 0.334488 -1.646949
0.809925 1.021576 -0.996215
0.636976 2.421492 -0.547703
-0.557391 2.858719 0.025869
-0.704942 4.185893 0.430902
0.351555 5.084214 0.279643
1.551073 4.650222 -0.274692
1.695744 3.330342 -0.680718
-2.842709 0.278008 -3.648684
-1.495605 1.834741 -2.209120
-2.255338 0.464799 -1.362608
2
4

BT DN WS W

-1.376768 2.163896 0.210783
-2.012471 4.583951 1.014369
0.228994 6.115191 0.601857
2.379472 5.346447 -0.390980
2.636518 2.989041 -1.112037
-2.971765 -0.592369 -5.872033
-0.670685 -1.396684 -6.439311
-2.113854 -2.740038 -4.887740
-2.538295 -3.290985 -5.737947
-1.233680 -3.282708 -4.517541
-2.859741 -2.716024 -4.080988
-1.078828 -1.937154 -7.303089
-0.365004 -0.397043 -6.777294
0.216614 -1.930838 -6.083131
-3.305055 -1.077705 -6.797826
-3.823543 -0.644686 -5.177397
-2.764730 0.460891 -6.108158
-2.000558 5.847708 1.466989

-2.979085 3.856445 1.064660
-3.222522 6.319594 2.056223
-3.169997 7.409268 1.958848
-4.067070 5.947094 1.464663
-3.328820 5.888941 3.499014
-4.225651 6.321859 3.958470
-3.400594 4.798083 3.570667
-2.454494 6.223862 4.069749
TS,
63

Energy: -4233.31478328
Cu -1.913751 1.026209 0.043851

C

azooQqErmmmnIT OO0 "E0 00 noAN

1 -3.559979 1.722925 -1.241044
-0.225214 -1.209284 2.042445
-0.589133 2.013710 0.978981

0.669931 2.298665 0.169120
0.578386 1.745277 -1.184682
0.519654 4.111876 -0.054309
1.884944 2.069657 0.931853
1.536260 4.550904 -0.780298

-0.614770 4.386755 -0.679876
0.528352 4.715903 1.122327
-1.217967 -0.472474 2.705959
-1.369516 -0.556521 4.079077
-0.530641 -1.379073 4.827048
0.460492 -2.114978 4.186301
0.613684 -2.031424 2.809224
-1.862236 0.191892 2.138253
-2.139074 0.035737 4.569890
-0.645132 -1.438514 5.907860
1.124440 -2.757083 4.762024
1.391277 -2.613844 2.318959
-3.219117 -1.356481 -0.976114
-2.817785 -0.955238 0.148842
-4.608596 -1.930456 -1.134470
-2.348784 -1.363699 -1.986375
-1.069039 -0.701994 -1.761718
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-0.898718 -0.579681 -0.284396
-0.066596 -1.168944 0.585934

1
2
3.
3
2
1

.156051 -1.
.395656 -1.
524366 -1.

.415764 -2.
.179874 -3.
.052941 -3

777284 -0.021307
148130 0.087260
750830 -0.470080
972522 -1.137211
599612 -1.240372
004155 -0.684441

-2.683335 -1.482519 -2.934321

-0.248733 -1.310852 -2.163811

-1

mTmoDToDQ@DnQo0omnmDmEDIDID oD oDoDOOQOODDDODD Dm0
I
S

oy 1 0 - J - Js U

React

react

42
Energ

Cc -3.
-4.
-4.
-2.
-1.

mToQoo0OmI@omomoDomDITOOOQOOm DD DO mTmaoaaQm=z00

-1.

.048277 0.
.493278 -0.
.827797 -1.
.304380 -3.
.094485 -4.
.078832 -3.

.558557 -1.

.101402 -1.

.507974 -3.

.139351 -2.

.082484 -0.

.525588 -2.

.502539 -3.

.828919 -3.

.151498 -3.

.566063 -1.

.243595 -1.

.594432 -0.
.813045 -1.
.983687 -0.
.109474 -1.
.810982 -1.
.239553 0.0
.268801 -0.
.257834 0.4
.029613 -0.
.542815 0.8
ion 10
ant
y: -940.20

631836 -0
375524 -1
162505 0.
311816 -0
666063 0.
762403 -1

.341140 -1

.950572 -2

.283081 -1
.776015 -1.
.084357 -0.
.125453 -1.
.419416 -0.
.703637 0.5
.685987 1.3
.373773 0.8
.892657 -2.
.211131 -1.
.717623 0.9
.899551 2.3
304260 1.7

.089468 1

.192262 1

.858141 0

.555074 2.

.324293 1

.579957 2

.347804 1.

.613907 -0

.138410 0.

.674525 2.

.718199 1.

.963175 0.
.779593 2.8
.130422 1.4
.811152 3.7
.541379 5.0
.032354 3.9

274295 -2.266847
181105 0.587080
047450 -0.319468
425274 -1.569612
558199 -1.748869
492371 -0.752420
195460 -0.190083
798354 -2.573899
409912 -0.736735
149249 -2.630502
751861 -2.907915
418165 -3.277554
869847 -0.805581
962810 -1.400574
517399 0.295697
618514 -0.294680
304415 0.853836
124173 -0.425338
668727 -0.991708
044231 0.335280
056456 -0.909836
870910 -1.120815
70448 -1.905793
702594 0.115523
77471 -1.886638
283120 -2.922409
80141 -1.662472

0705618

.435512 0.447648
.384207 0.230221
864655 1.063364
.490814 0.139371
274321 0.307983
.696689 -0.459012
.476450 -0.667158
.562750 0.194820
.922608 -1.402902
013292 -0.715769
462344 -0.767047
240680 -1.292502
749223 -1.362549
35679 -0.906916
19116 -0.383467
43531 -0.304055
243451 -1.645196
372180 -1.775052
26731 -0.959497

22441 -0.025676
08176 0.260634
.914544 1.334886
.425364 0.080243
.490823 2.372643
803625 1.783091
.553183 2.036995
.238741 0.416126
374117 2.806928

.283219 2.197946
106000 3.109077
317910 0.503912
714022 -0.868826
676617 -0.136105

97123 0.664409
17438 0.364037
94866 1.222636
49121 1.623248
86666 0.472221
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H 0.323698 3.304475 2.076077
H 0.841262 5.771712 2.058089
H 2.315469 4.829683 2.367913
H 2.022237 5.515931 0.755591
I

77

Energy: -4540.82102895

Cu 0.314687 -0.522078 -0.447236

Cl 0.398659 -1.319047 1.620137

C -1.427516 0.200874 -0.082722
2.189395 -1.172955 -0.779643
3.211901 -0.811899 -1.815478
3.879989 0.468304 -1.553286
4.516030 -2.057170 -1.472581
2.787940 -1.042266 -3.197786
5.571809 -1.791181 -2.227279
4.871130 -1.974395 -0.191680
-1.622119 1.378042 -0.778530
-2.885067 1.970287 -0.708156
-3.897290 1.390301 0.046148
-3.655703 0.208602 0.737896
-2.404705 -0.409814 0.678013
0.300665 2.199282 -3.691786
-0.901054 2.446310 -3.677867
1.328414 3.314249 -3.886275
0.771094 0.924438 -3.566156
-0.127200 -0.194468 -3.605905
-0.318174 -0.987018 -2.367203
-0.743076 -1.992479 -1.781535
-1.457989 -3.022120 -1.109255
-0.826337 -4.037657 -0.364196
-1.601175 -4.933308 0.361570
-2.990813 -4.864195 0.314848
-3.621800 -3.880045 -0.440694
-2.859940 -2.950110 -1.133022
-0.856774 1.846540 -1.389654
-3.055803 2.880510 -1.281001
-4.878570 1.859279 0.094833
-4.435882 -0.247087 1.346599
-2.214858 -1.326983 1.229547
1.761797 0.706255 -3.601073
-1.111430 0.203877 -3.891197
0.204941 -0.906827 -4.374295
0.660159 -4.141964 -0.387743
-1.104210 -5.692849 0.960229
-3.584473 -5.582500 0.877239
-4.707797 -3.823942 -0.474173
-3.333434 -2.141315 -1.687120

.998993 2.428873 -2.774264
.689412 5.257024 -2.998183
0.012803 4.728593 -2.928490
.193823 4.010958 -1.827380
. 749997 4.732711 -5.470175
.294476 3.120473 -6.063167
.046640 4.205797 -5.404031
.142399 -4.572537 0.777175
.324284 -3.869099 -1.358815
.573433 -4.498989 0.912180
.097359 -3.281136 -1.726214
.899825 -4.873040 2.332216
.035674 -5.168964 0.175042

.778363 2.858493 -3.761218
.085974 3.875306 -5.291189
.027123 4.392363 -2.844036
.757477 2.935530 -0.294675
.100810 3.334996 0.012970
.328196 4.659023 -0.667753
.257431 1.790873 0.154306
.206510 1.420700 -0.359322
.951617 1.102049 1.282809
.224693 3.418913 1.101986
.781391 2.559830 -0.364446
.340937 5.022518 -0.459257
.211997 4.556787 -1.753243
.608721 5.407045 -0.313812
.083348 1.797341 2.121717
.365677 0.240979 1.611462
.940812 0.759929 0.957450
.053713 2.119425 -4.528598
.440958 3.724042 -3.908445
2
5

TOoOMOQo0OINImonoDonDIDIIoIoDoDoDoDIDoDToDTOOoO0o0OQaEDDmOQENIDIDoDoDoDDITDIOOOO00000z00000000mMmO00no

WNEBENRFEFRPRPORRERE | PFNWWWNDWWSOSDBNENDSBNDEREN

S58



jasiiaciiie sie ]
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63
Energ

C 2.094346 -0
-1.
-1.

-2
-2

-2

-1

B0 NN SN

2.

0
0
1
0
1.
3
3
2

-2
-1

-0

jasiiaciieciiie i« NN O I @ IO RO Ny =i« i« i aciiasiia s« s« i« -1 O IO @ = - i« i« s = s j @ N = J = J s O HONONONONONO NONO N~ eI Qi :ji==ji=:li=: ]} : O NONONO NN N N NoNeoNe N lNe]

TS

63
Energ

Cu -0.230472 -0.738074 -0.766479
Cl 0.455661 -0.971860 -2.791650
C -1.402417 -2.167664 -1.148963

-0.

-3.

.880405
.982598
.412287
.562175

3.
4.
4.
5.

472441
824132
180722
890995

y: —-4233.30141687
Cu 0.235709 0.131392 0.306714
Cl 0.266090 -0.042432 2.437438

747379
631978
.511512
.234507
190648
.203276
478932
.473312

.736760
.132125
.826454
.134934
.739014
.184503
.672610
.915027
.672714

184414

.732921
.541114
.958741

780193

.160363
. 736142
.930507
-2.104980 -1.882939 0.392543
-0.628446 -2.784309 -1.979110
-1.890633 -1.522348 -1.906777
-0.507385 2.053230 -3.620698
1.327915 3.898583 -4.356030
3.788655 3.800997 -4.039126
4.814758 1.873393 -2.846838
3.364349 0.067612 -1.949629

.119499
.453744

.047767

756836
316856
648804
350809
849315
045600
962456
.176880
.362845
.766593
.490355
.916604
.821932
.636248
.166302

0.
2
2
2
2
4
2
2
1.

1.
0.

.672278
.496025
.028923
.561968

.055437 0.597665

605832 0.140085
-0.205750
-1.259546
1.306140
-0.295018
.097479

.072111
.541272
.923296
.396812
.230961
.546762
.630610

272962
248147
044787

1

1.552041
2.344052
0.
0
0

479858

.442510
.557788

1.151697 0.713319
1.157934 0.752268
-2.210645 0.396477
-2.186478 0.327702
-0.044853 0.544435
2.092281 0.822628
2.082557 0.904648

-0.527941 -3.229473 0.578627
0.506825 -3.622159 0.050581
-0.983552 -3.746808 1.940819
-1.354091 -2.365665 -0.084646
-0.996877 -1.921488 -1.410322
.032698

-0.861963 -1.472369
-0.029864 -2.048926

0.226710 -

1.048741 -
0.584666 -
-1.
-2.
-0.
-2.
-1.
-3.
-0.

0
2
3.
3
1
0

3.
3.

3.
2.
2.

.973623 -2.
.056082 -
064489 -
.003205 -
.926233 -
.912301 -

641823
338264
825859
647333
982626
482372

-2.937290 2.560383
-5.186512 1.698919
3.753595 2.873894
-4.208642 3.835562
4.330640 2.435139
2.732914 3.066698

-5.
-5.
-5.
-3.
-1.
-3.

y: —4233.29269306

1.

643651
215303
790476
339290
879203
004248
.277991 -3.
.044502 -3
.384759 -4
.813126 -3
.082633 -5
.686465 -3
.955951 -4
.061889 -2
.507914 -4

2
1
1.
3
2

.651118
.018338
262292
.555863
.688225
970447
873439
.656515
.194992
.949881
.244129
.561333
.210177
.890291
.549950

0 1.296476 0.490688 -0.178503
S 1.408582 1.760964 0.610888
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0 2.388201 1
C 2.215525 2
0 0.138915 2
F 2.423038 4.
F 3.378193 2
F 1.438477 2
c -1

c -1

Cc -3

Cc -3

Cc -2

H -0

H -1

H -3

H -4

H -2

C 2.481799 -1
0 1.469634 -2
C 3.815175 -1
N 2.382292 -1
C 1.048637 -1
C 0.050580 -1
Cc -0.

Cc -2

Cc -2

C -4

C -4.

C -4.

Cc -2.

H 2.835613 -0.
H 0.999825 -2.
H 0.838424 -0.
C -2.205832 1.
H -4.450236 2.
H -5.613201 0.
H -4.

H -2

C 3.614989 -
C 4.777097 -
C 4.378716 -
H 5.359144 -
H 4.512262 -
H 3.717297 -
H 5.721222 -
H 4.382641

H 5.012861 -0
H 4.576565 -1
H 2.886848 -2
H 3.253719 -0
0 -2.591656 2
0 -1.492922 1
C -2.012686 3
C -2.515888 5
H -0.923229 3
H -2.304393 3
H -2.096776 5
H -3.609459 5
H -2.215496 5
TSar”

63

Energ

C 1.671194 -2.

o -1
s -1.
o -1
Cc -2
0 -0
F -2
F -3
F -2
c1
c 2
c 3
c 3
c 2
H1
H 2
H 4

.654561 1.700841
.841502 -0.627687
.403688 0.937607

046065 -0.118048

.005708 -3.469557
.928091 -4.491634
.205179 -4.201929
.566455 -2.884481
.657741 -1.847566
.002864 -3.687436
.636183 -5.522704
.917196 -5.006816
.559214 -2.651715
.926637 -0.818107

.680466
.2582717
.702529
.126922
.284167
.269493

1
0
0
2
2
1

.314943 -0.990609
.951982 -1.697631

0.897767
1.118984
1.589636
1.848689
1.635393
0.537609
0.922980
1.764269
2.231767
1.863683

.070792
.632077
.356682
.305447
.864773
.786360
903435 -0.832987 1.075994

.200461 -0.306226 1.488914
.801227 0.851277 0.957573
.014334 1.301539 1.483182

662382 0.606858 2.494299
088162 -0.553026 3.002075
869272 -0.995063 2.509438
221274 2.439828
223418 3.433892
445856 3.542783
584102 -0.187000
209792 1.075323
968230 2.880156
585695 -1.115319 3.790111

.417815 -1.904418 2.902194

1.
0.
3.
3.
3.
3.
0.

648319
106647
200925
283902
882787
713569

0.

0
0
1.
0
0

509828 -1.143825

898359

.631386
.145807

707842

.226201
.342174

0.368652 0.769954
.807379 1.960010

.662239
.219921
.499951
.846352
.068534
.638855
.045405
.565292
.202111
.692827
.087763
.442850

y: -4233.29165941
Cu 0.000339 -1.218034 0.384914
Cl -0.526988 -1.989637 2.349357

.559803
404977
.986110
.531260
.077355
.559095
.756147
.105507

. 778680
.676933
.459330
.350620
.454011
.164111
. 764835
.163024

1.
3.
4.

4

3.

2

3.
5.
5.

0
1
2
1.
1
3
1

.110911
960247
.942286
.282746
.520301
435345
249012
273813
.207837
117354
.092980
288761
120081

-1.
-1.
-1.
-0.
-1.
-1.
-1.
-1.
-2.
-1.
-1.
-0.

-0
1.

0

1

1.
2.
-0
-0
0.
1.
1.

-1
-0

652499
553154
370799
246238
035068
303309
125739
214960
266873
904469
196188
149558

185327 0.400423
.003981 0.420550
.504018 0.420161

. 779560
792343

.845376
.902298

534342
924125
.484260
.187871
959950
822395
546881
.381471
.866743

007675 1.183276
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H 3.954490 -3.068519 2.726663
H 2.357132 -1.243282 2.219350
-2.168066 -1.671174 -1.488530
-1.310645 -2.466751 -1.081020
-3.645040 -1.861778 -1.191027
-1.793626 -0.638419 -2.291342
-0.386199 -0.470141 -2.537267
.512766 -0.487260 -1.358517
.645104 -0.408707 -0.817465
.901778 0.284944 -0.628361

g NN PO

.941436 1.695943 -0.713815
.142919 2.358471 -0.473006
.309503 1.651010 -0.210466
.286240 0.260951 -0.194223

4.089928 -0.413926 -0.387170
-2.341831 0.216382 -2.246090
-0.037163 -1.272182 -3.204457
-0.216900 0.495476 -3.030566
.781449 2.496707 -1.207613
.153285 3.444992 -0.515539
.240267 2.186897 -0.035155
.199976 -0.303599 -0.020992
.071482 -1.499757 -0.358655
4.482999 -0.625662 -1.505697
-4.091674 -3.026619 -2.086094
-3.813065 -2.246669 0.278737
-5.154291 -3.239866 -1.906964
-3.967852 -2.784247 -3.151379
-3.514463 -3.932851 -1.864437
-4.866348 -2.495362 0.468362
-3.195717 -3.114836 0.535599
-3.521519 -1.422294 0.941411
-5.531245 -0.828812 -1.249935
-4.166067 0.246851 -0.917287
-4.457653 -0.365431 -2.573647
1.690788 3.667831 -0.594278
1.075992 2.133009 -2.124897
0.556242 4.492042 -0.935669
0 5
0 5

I &> o o) >

.231065 5.325608 0.274610
.836801 5.100441 -1.806628
-0.278189 3.841610 -1.221233
-0.608633 5.995146 0.053722
-0.053492 4.673499 1.108645

H 1.088374 5.936068 0.583401

TIEDIDIDQQo0NmmIomDIDIDDID D OOQOQOEDIIDDTDTOENDIZIOOOOO000000=200a0

I,

63
Energy: -4233.33903949

Cu 0.100677 -1.435336 -1.990217
Cl 1.052103 -3.405516 -2.321783
C 1.517035 0.553395 -0.505829
-0.480759 -1.749341 -0.236784
-1.976973 -2.077160 -0.172308
-2.562857 -2.037422 -1.516156
-1.962058 -3.851323 0.308667
-2.641912 -1.397225 0.923126
-3.218230 -4.232075 0.503092
-1.425767 -4.588650 -0.639323

-1.282623 -3.999479 1.432873
2.370256 -0.266462 -1.253151
3.432953 -0.923218 -0.636943
3.661085 -0.749173 0.720950
2.832842 0.093206 1.463434

1.769112 0.743957 0.856120

2.246770 -0.342510 -2.335077
4.072051 -1.576810 -1.227042
4.486615 -1.266452 1.206133
3.013214 0.232188 2.528020

1.102815 1.378935 1.441155
-0.965938 -0.839853 -4.380521
0.142956 -1.080014 -3.826493
-1.292419 -1.606068 -5.646806
-1.859191 -0.009128 -3.859494
-1.748429 0.659770 -2.565437
-0.484393 0.369742 -1.857103
0.314884 1.150747 -1.135540
0.116395 2.612547 -0.909839
-0.846154 3.128399 -0.029448
-0.858697 4.493014 0.266804

C 0.043056 5.356675 -0.339301

C 0.995405 4.852294 -1.220527

ooz ooaoaxz@onmTm Q0" EO0O00no
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C 1.042885 3.489363 -1.481290

-1

-2

-2

-1
-2
-2
-2
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Energ

2.

oo s NN

-1
-2
-2

ja=i=: O MO M@ N @i =jsiia:ji=: = - ONONONONO NI NONONON-INo el Q =l Jl:- -l oo No NN N M- N NoNeoNe N Ne)]

-2.
-1.
-2.
-1.

-2.
-0.
-1.
-1.
-0.

-0.
0.270450 -0.703151 -6.880169
0.793088 -2.137609 -5.961905

-3.
-2.

-3.
-2.
-3.
-1.
-2.

-0.
-0.
-0.
-0.
-0.
-1.
-1.
-0.
0.274592 -
0.189852 -
-0.
-0.
-1.
-1.
-0.
-0.
-0.

-1.

-0.

760915
813415
609831
882352
.591080

442451
039482
678052
937242
846792
.544225
251522

0
1
0.
2
4

-2
-2

.051621 -4.315547
.748001 -2.725237

364005 -1.954473

.252965 0.593817

870517 0.978400

0.011561 6.421056 -0.114574
1.715704 5.519381 -1.690639
1.816535 3.079512 -2.130914
-0.
-1.
-3.
-3.
-3.

995070 -6.441263
692808 -6.517486
009982 -5.147630
639657 -6.009505
478154 -4.603611
.970426 -4.471729
.323242 -7.390729

.574457 -1.562348 -7.371078

247722
.877359
.656523
.859799
.601205
857751
762871
327364
596249
686974

0.
2.
1.
1.
1.
1.
0.
1.
1.
2.

403939 -1.053327 -5.909321

050646 -6.718006
355385 1.922568
565725 -0.033172
545165 2.608834
694795 4.083566
901271 2.320238
511117 2.257379
102971 4.652567
339721 4.340193
741959 4.398246

y: —-4233.31991983

Cu 1.530364 1.208266 0.105514
Cl 2.092993 3.111396 -0.816511
C -0.535296 -1.159249 1.369241

416607

.977690
.623385
.772616
.793172
.433595
.000114 0.403377 -0.222196
.194197 -1.203120 1.207768
-0.
-0.

910091
864232
439917
069802
130449
255385
163692
396761

971889
467824
587093
026404
388128
067473
570624
.121938
.257732
.763083
.132140
.001679
.512673

-0.
-1.
-0.
-0.
-2.
-1.

-2

-2.
-2.

0.
-0
-2

3
3
2
1.
4
2
1
0

-2.
-3.
-3.
-2.

-1

287426 0.901289
221666 -0.156839
775420 -1.508803
883276 -0.005164
627288 0.166647
600959 -0.900849

305418 2.413769
749272 3.729065
.042254 4.020712
897154 2.987549
466063 1.669666
698761 2.185923
.078451 4.532765
.382918 5.053969

.905979 3.206406
.130369 0.868846
.741317 -0.308322

985648 0.563063

.057849 0.102598
.313040 -1.564057
.042219 -1.869535
.391067 -0.564574
0.

732054 -0.041904
.716356 -1.025427
476676 -1.811221
454298 -2.665035
681252 -2.739757
915323 -1.972882
921539 -1.123012

.268132 2.949159 -2.311901

075186
526887
075996
453068
692907
.747864
.958495
.139006
783883

-4
-4
-3
-1

4
5
3.
5
5

092039 0.397793 -2.415745
0.506810 1.208757 -2.486308
0.816014 -2.302477 -1.740036
-0.
-2.
4.
-3.
-0.

.041860 -3.270016
.449207 -3.402110
.071117 -2.035886
.027841 -0.397467

.704825 1.160427
.000695 -1.086480

707497 0.697094

.962651 -0.732432
.195077 -1.577718
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H -2.468210 4.624114 -1.827918
H -3.454837 4.628433 1.031164
H -3.601650 3.210068 -0.041855
H -2.854402 3.034685 1.557847
H -1.136209 5.659307 1.473093
H -0.594216 4.062570 2.042677
H 0.313924 4.891725 0.764266
O -4.660444 -1.585788 -0.241246
0 -3.186622 0.093091 -0.012917
C -5.640868 -0.773775 0.420167
C -6.905984 -1.584497 0.512269
H -5.252468 -0.490391 1.406969
H -5.778219 0.152907 -0.153420
H -7.689625 -1.007485 1.016615
H -7.269366 -1.858938 -0.485053
H -6.737142 -2.506138 1.081016
Reaction 11
reactant
38
Energy: -825.710226113
C -4.088895 -0.223412 0.218237
O -4.647020 -0.410269 -0.853417
C -4.883755 0.112921 1.484025
N -2.733095 -0.299114 0.320353
H -2.253150 -0.173641 1.199480
C -1.945627 -0.616234 -0.859688
C -0.523327 -0.506356 -0.580583
H -2.194396 -1.628389 -1.216297
H -2.240317 0.062540 -1.674660
C 0.659342 -0.413758 -0.335225
C 2.052009 -0.304805 -0.052212
C 2.942819 -1.298119 -0.482858
C 4.296927 -1.188878 -0.206457
C 4.791280 -0.092775 0.506784
C 3.900835 0.896652 0.936754
C 2.549249 0.797515 0.661846
H 2.556878 -2.152203 -1.035967
H 4.971783 -1.970816 -0.551381
C 6.237205 0.074772 0.834761
H 4.305102 1.742567 1.489182
H 1.856732 1.569548 0.992264
C -4.029091 0.288412 2.735243
C -5.642230 1.410234 1.196043
C -5.881452 -1.026176 1.700288
H -4.675225 0.523305 3.591819
H -3.477486 -0.627952 2.992248
H -3.314887 1.119059 2.636183
H -6.546189 -0.791146 2.543318
H -6.490336 -1.178209 0.801979
H -5.365929 -1.969950 1.928227
H -6.302533 1.656983 2.039246
H -4.950398 2.251862 1.049393
H -6.250350 1.305940 0.290291
O 6.622764 1.043375 1.462536
C 7.204867 -0.984121 0.369429
H 7.188332 -1.083456 -0.724149
H 8.211986 -0.706145 0.690884
H 6.949447 -1.966535 0.788638
I
73
Energy: -4426.33558341

Cu 0.681691 0.047601 -0.508006
Cl 1.266175 -0.538823 -2.525990
C 1.938907 1.458825 -0.756009

-0.

om0 00 no
I
w

620665
.447640
.099366
.823384
.814644
.709591
.433295
.369335

.394537
.278306
.642708
.146551
.288760

1.479799 -0.336044
1.907369 0.847816
0.797135 1.546706
2.758804 -0.015961
2.938327 1.661195
3.187187 0.866238
1.909028 -0.850218
3.782405 -0.717491

.706175 -0.520664
.787188 -0.432174
.604583 -0.607910
.333792 -0.874464
.238665 -0.958570
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.086317 2.995541 2.088332
.224822 3.860725 1.970392
.570479 3.365229 2.069557
.768681 1.683522 2.288862
1.293481 2.424942
0.215824 1.535725

.606210
.079578
. 773470
.664791
.197168
.107398
.478012
.938928
.045338
.332431
.867891
.318811
.213190
.671695
1.465597 0.945442 2.
.207708 2.196482 2.237677
.821662 0.960507 3.453119
.130067
.736695
.497949
.010883
.391026

.512326
.780373
.847437
.305467
.527816
.603468
.109398
.139611
.025545
.720210
.433861
.571765
.361339
.686542
.766865
.017863
.211967
.353685
.550962
.410118
.891194
.187455
.687984
.818115
.593761
.105781

.680697
.019366
.338253
.885332
.469635

Energy: -411
Cu -0.025169
Cl -0.014564
C 1.837896 0.

mImIEmT OO 000 no

BT NN WS WN

.048474
.047832
.704695
.055628
.673789
.082258
.287521
.528312

.598177
.982184
.545839
.735833
.349018
.146398
.616539
.627073
.175064

-0.
-1.
-3.
-4.
-3.
-2.

-1

770445
817031
102570
086228
813423
533584
537319

1
0
0
0.
0
0

0.

2.869332 -0.
4.768076 -0.
4.455051 -0.
2.184327 -1.
0.249140 -1.

-3
-5
-4
-2
-0

2.

1.

4
4
1
0
0.
0
1
0

.260454
.903045
.590163

237259

.201240
.528417

871904
360192
198552
542580
035924
200006
218430

.307127 0.639402

.079204
.844641
.350529
.536785
179900
.359542
.059441
.089259
.763271
740350
.899517
.215289
.326143
526484

-0
-0

0
1
2.
3
0

.009407
.175182

.499751
.127536

247315

.215258
.735137
0.
-1.
-0.
-1.
-0.
-2.
-2.
-0.212041 -2.131651

962246
639573
586522
504800
829123
881853
407457

0.488873 -1.033857
-0.008501 0.177813
1.718458 -0.097357
0.770115 -3.555343
0.470598 -3.275775

-0.755134 -2.829062
.207482
.242111

1.

5.

-4
-6
-6
-6
-6

8.

2
1
4
4.
3
4
3

0
1
1
2
2
3.
2
2
-0
-0

668490
.541052
. 445140
.404843
925696
.369301
.721830
.886797
217468
.563454
.221236
.181397
.838575

3
2
1.
0
0
-0
3.
4.
3.
-0
-0
-1
-0

438113

.701616
.606644

.103747
209394
190132
114867
.173715
.552282
.412751
.804515

.689556 0.275092

81398767

0.132249 0.007543
0.296573 2.132634
199878 0.337464

.337345
. 724717
.849336
.684524
.264075
951919
.202712
.596703
.948021

-0
-0
-2
0.
-0
-0
0.
1.
0.

.286607
.885272
.172671
309014
.761866
.070085
328488
516168
435552

.792247 0.335643

0.471652 0.177818
1.601146 0.123679
1.479489 0.229325
-1.933474 0.556505
-1.675836 0.387778
0.577658 0.111447
2.591786 0.017625
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H 1.701140 2.354661 0.222306
-0.449062 -3.212471 0.700170
0.610438 -3.544370 0.180391
-0.803394 -3.599036 2.133619
-1.389685 -2.539964 -0.030367
-1.120298 -2.230022 -1.414256
-0.148701 -1.139748 -1.634243
0.580471 -0.333651 -2.208560
1.516168 0.525345 -2.848776
1.133518 1.804498 -3.276807
2.072484 2.628948 -3.877439
3.388789 2.193357 -4.059229
3.759422 0.911518 -3.639468
2.833868 0.077939 -3.040221
-2.174889 -2.081207 0.414002
-0.722668 -3.127455 -1.905591
-2.063203 -1.949070 -1.896954
0.111837 2.139718 -3.111867
1.769963 3.622632 -4.202302
4.441529 3.050579 -4.692547
4.789883 0.598180 -3.793024
3.113147 -0.915720 -2.694226
-2.022653 -2.865994 2.686054
-1.084380 -5.106304 2.097277
0.416079 -3.326336 3.013567
0.223857 -3.681881 4.035138
1.298406 -3.846810 2.623285
0.639028 -2.251439 3.061832
-1.305588 -5.467378 3.111178
-1.949632 -5.335838 1.458873
-0.215772 -5.655003 1.713061
-2.179268 -3.158909 3.732693
-1.890308 -1.774618 2.668115
-2.943601 -3.126978 2.144027

jasjiaciiie B @ RN @« =iite i« i« ciifaciie s« s« i« @ N @ @ Ji= - i« -l @ Q== = J= - J= - s - O NGO N O NO N NONONO N - No oMo}

5.579468 2.638246 -4.807771

4.053216 4.422593 -5.176838

3.258179 4.365405 -5.932245

3.672725 5.041077 -4.352947

4.932010 4.904369 -5.613069
TS

59

Energy: -4118.79274690

Cu -0.261831 -0.798904 0.818221
Cl -0.986373 -1.404708 2.731601
C 0.776433 -2.364687 0.860274
-0.948507 1.049568 0.928559
-1.533428 2.061569 -0.019536
-2.955087 1.842484 -0.291919
-1.450506 3.563418 1.028217
-0.690559 2.361354 -1.177869
-1.932293 4.592132 0.347101
-2.157406 3.398859 2.130976
-0.186134 3.809578 1.348279
.357861 -3.508866 0.205880
.237474 -4.590020 0.148851
.490263 -4.513667 0.750804
.871223 -3.357256 1.423368
.004802 -2.266621 1.491456
-0.621612 -3.558506 -0.265220
0.934364 -5.496523 -0.373476
3.168851 -5.363472 0.703516
3.844542 -3.296429 1.907716
2.295470 -1.363457 2.028251
-2.874557 -0.958295 -1.317853
-1.906673 -1.557104 -0.803217
-4.278271 -1.092322 -0.773525
-2.617450 -0.281317 -2.452206
-1.234623 -0.323192 -2.899815
-0.341758 -0.581936 -1.760895
0.580371 -0.420853 -0.920329
1.956648 0.056458 -0.872972
2.270542 1.322958 -0.372272
3.599903 1.717469 -0.301767
4
4
2

NN PO

.625789 0.864018 -0.716002

.298166 -0.403945 -1.206507

.978268 -0.811470 -1.281223
-3.225499 0.474232 -2.743828
-1.115169 -1.090908 -3.678153
-0.953676 0.656681 -3.308779
H 1.472560 1.993753 -0.062632

mImITOoOQoaoaoaoooazooommEmZ DO 000 no
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3.
6.
5.
2

TS,

Energy:

59

1.

829825
068523
109036
720721
.240017
.244293
.715078
.730671
.730509
.049286
.241061

2.709281 0.084063
1.240227 -0.653947
-1.058228 -1.520490
-1.809411 -1.635473

-0.941587
-0.085211
-2.518778
-2.690932
-2.666234
-3.266852
-0.241085

0.747593

-1.389613
-1.145229
-0.765283
-2.234603
-0.697991
-0.957779

.941799 0.945619 -1.168456
.345282 -0.219599 -2.477058
.251537 -1.097769 1.145758
.569140 -1.676139 1.209753
.899557 0.060665 1.035191

.928248
.431441
.518804
.973876
.076678

0
2
2.
3
2

-4118.80267919

Cu 0.497427 0.780171 0O
Cl 0.974535 1.109649 2
C -1.011528 2.005684 0
830547 -0.686234 0
.575832 -2.104556 -
.172024 -2.375473 -
.611452 -3.016110 1
.206572 -2.553036 0
.561413 -4.310122 0
.868743 -2.601209 1
.161955 -2.805692 2

mImImoomITDoDnoDoDoOQOaOaED@Dnoa@DnoD DD T zao0oommm DO O0QO0no

I NwWwWNhOoONNRE
o

L O B I e
NWWRFEOoOR NN

I ON BN

-3.

.861560 3.190825 -
.628341 4.291887 0
.537736 4.185231 1
.684067 2.978624 1
.917993 1.876267 1
.151148 3.260021 -
.514284 5.231412 -

.141826 5.044973 1.
.389223 2.895289 2.
.021686 0.932452 2.
.251442 -1.
.059345 -0.
228768 -0.
.404119 -2.
.405450 -2.

.759417
.979179
.237270
.305148
.894568

.037851
.168963
.532004
.745134
.048145
.132670
.903026
614206

1
2
1.
0
0

0.404307 -
0.452091 -
-0.024467
-1.380691
-1.859441
-1.003231
0.352787 -
0.847235 -

.464125 -1.
.601127 -0.
710613 -0.
.399411 -0.
.727292 0.

028060
116179
139495
715644
915452

.470825
.557588
.554662
.335227
0.115426
1.427890
.093103
.112684
.818762
.007516
.315217
0.153207
.225463
.271959
.955206
.601614
0.974295
0.312180
555528
779901
133094
277148
752827
930439
236826
527946
1.374393
0.823683
-0.705376
-0.440864
-0.369918
-0.567681
0.831967
0.889109

2.761103 -0.503341 -2.313308
0.644131 1.299910 -3.118052
0.675730 -0.476687 -3.144229

-1.

887867
.207994
.554072
.765307
.427783

.964148
.822643
.387611
.017654
.548659
.947541
.452073
.847365
.995865

.465010
.819335
.899557
.359045
.399950

-2.035691
-2.915040
-1.469837
0.998820 -
1.904440 -

-0.287244
-0.157801
-0.505744
0.982514
1.074946

0.008028 -1.487529
2.503785 -1.553767
1.281892 0.590492

0.047960 -1.181511
-0.933989 -1.102490
-0.019306 -2.586413

1
2
0

.378247 0.
.136145 1.
.371883 1.
-0.685736
-2.922699
-3.089041
-3.571221
-3.212602

844400
014274
061526
-0.689747
-0.211133
-0.202200
-0.968448
0.761522
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H 5.893863 2.566393 -1.319265
H 4.713923 2.501989 -2.647883
H 4.327569 3.397352 -1.154392

I

59
Energ

y: -411

8.85640521

Cu 0.219361 -1.490472 -1.953244
Cl 0.821289 -3.565915 -2.381859
C 2.058084 0.360452 -0.728601

-1
-2

-1
-1

2
3
4
3
2
2
4
5
4

2.

-1
-1
-1
-0

ImoDQoOXNDoDoDoDEDIDIDITDOoOQOOQEDI@IQODnomDEDIToooooooozooommmImITodmEmOoQO0ono

-1
TS,

5

scf done:

-0.
-1.
-2.

-3.

-1.
-2.
-1.
-1.
0.127548 6.551660 0.530078
2.156506 5.496072 -0.780885
2.495451 3.116113 -1.482901
-2.
-0.
-2.
-2.
-1.
-2.
-0.
-0.
0.294475 -2.037206 -6.055443
-3.177967 -1.117374 -6.930646
-3.746698 -0.638488 -5.339701
-2.620738 0.418285 -6.250587
0.988209 7.358102 0.231858
-1.
-1.
-2.

131187
638472
386466
.893000
.003823
1767717
.547599
.170036

.668166
.778667
.301274
.720551
.607855
.324121
.226546
.166000
.132188

134590

.677508
.838871
.475074
.153256

772126
442881
281920
266259
599311

867597
564057
109340
505963
262431
894253
944993
222019

094426
028578
013544
.169524

9

-1.752004
-1.655001
-1.876934
-3.147666
-0.507798
-3.214094
-4.226542
-3.048633
-0.508505
-1.260275

0

1
0
1
0
2

-1
-1

0.128715
.128408
1.112482
.166864
.946628
.486584
.497362
.267804
.643588
.270194

-1.135516 0.010192
-0.246408 0.914315
0.498073 0.549882
-0.540546 -2.678745
-1.945661 -1.986725
-1.726064 0.306527
-0.144312 1.916853
1.168740 1.266168

-1.115846 -0.728911 -4.163434
0.017782 -1.121155 -3.773122

-1.375745 -5.414717
0.163838 -3.497651
0.790740 -2.227374
0.357262 -1.718121

0.799037 1.048356 -1.086011
0.609791 2.458224 -0.673210
-0.535986 2.835538 0.034511
-0.707041 4.155981 0.433323
0.259512 5.117861 0.132031

1.412060 4.732822 -0.562836
1.592582 3.417289 -0.952053
-2.

0.354715 -3.840021
1.881460 -2.382274
0.570811 -1.513246
2.074667 0.313432
4.427172 0.995614

-0.623486
-1.488259
-2.779945
-3.331968
-3.338137
-2.727069
-2.030087
-0.499541

6.970071
8.040754
6.768241
6.418662

1.
1.
0.
2.

-4118.82965342

6.001486
6.456449
4.958537
5.821244
4.538062
4.190969
7.331668
6.791604

307502
517579
741344
254254

Cu -1.867837 0.445921 -0.042614
Cl -3.596971 0.259589 -1.396652

O OQOnmOoAaQ

0.518158 -0.604902 2.203456
-1.113221 2.019625 0.716308
-0.066477 2.714733 -0.142327
0.189401 1.988121 -1.387995
-0.981175 4.219934 -0.650579
1.075291 3.170715 0.635505

-0.211091 4.952366 -1.440805
-2.076114 3.872284 -1.307293

S67



mTmIrmoomnmmIEINIDoDoDoDIDOoOOOaDTDoODND@D DD zoo0oomnonmmOO0am

-1.314420 4.928226 0.415539
-0.712257 -0.268558 2.787479
-0.859612 -0.230314 4.163213
0.220315 -0.526352 4.991603
1.448427 -0.858289 4.429250
1.598353 -0.895478 3.049851
-1.554478 -0.010869 2.152410
-1.820997 0.045961 4.591299
0.105118 -0.489526 6.073317
2.299312 -1.086980 5.068207
2.563174 -1.158848 2.620393
-2.051389 -2.352692 -0.711345
-1.893309 -1.673854 0.340325
-3.079860 -3.458880 -0.759706
-1.214704 -2.140171 -1.725460
-0.310981 -1.000846 -1.616407
-0.270381 -0.618555 -0.174545
0.694856 -0.690959 0.751601
2.081445 -0.785944 0.202625
2.886338 0.351761 0.133566
4.180875 0.245431 -0.361806
4.683055 -0.985636 -0.790712
3.868103 -2.119953 -0.717970
2.575775 -2.022684 -0.228175
-1.425899 -2.520042 -2.639683
0.700138 -1.286757 -1.935626
-0.654392 -0.176751 -2.258302
.490340 1.316768 0.454447
4.795685 1.142179 -0.417788
6.065250 -1.154136 -1.334646
4.280598 -3.070286 -1.051399
1

N

.938073 -2.906019 -0.162907
4.287158 -3.050645 0.083203
-3.518969 -3.743414 -2.194429
-2.404152 -4.696329 -0.151332
-4.321906 -4.490825 -2.181107
-3.911150 -2.838744 -2.678976
-2.710671 -4.167738 -2.808753
-3.121428 -5.527412 -0.137284
-1.529190 -5.010031 -0.737347
-2.082884 -4.503677 0.880229
-5.030266 -3.858124 0.058352
-4.001897 -2.874805 1.126534
-4.744545 -2.131684 -0.304981
6.456065 -2.248093 -1.696572
6.953052 0.059714 -1.422513
6.507331 0.830084 -2.065834
7.104505 0.512779 -0.433723
7.920147 -0.239545 -1.834774

Reaction 12

reactant

38

Energy: -825.709700574

C

j-NoNoNeN- ol iMoo NoNoNONONoN-::NoNoN:l-eoNe)]

-3.967944 -0.481618 0.367830
-4.597690 -1.139184 -0.448588
-4.669726 0.244682 1.519774
-2.614245 -0.370947 0.278109
-2.073848 0.163835 0.942228
-1.913329 -1.043804 -0.802770
-0.485558 -0.779215 -0.736109
-2.113690 -2.125732 -0.753296
-2.329676 -0.713180 -1.767288
0.700244 -0.545254 -0.661648
2.098746 -0.274950 -0.580501
3.006644 -0.967830 -1.397191
4.366250 -0.702626 -1.315945
4.841574 0.251919 -0.422578
3.951613 0.949932 0.398116
2.585798 0.681940 0.312694
2.628223 -1.714098 -2.093499
5.061713 -1.244823 -1.953736
5.911027 0.449219 -0.369130
4.396999 1.986023 1.378613
1.906932 1.235870 0.958167
-3.729834 1.009159 2.446643
-5.667782 1.216706 0.887600
-5.426144 -0.817310 2.319722
-4.312174 1.495884 3.240611
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-0.

-0.
-3.

.005670
.182467
.026417
.093110
.733307
.267885
.152001
.340691

.588651
.870494
.269276
.019970
.440803

0.345790 2.942011
1.803998 1.918928
-0.340419 3.107204
-1.388453 1.664092
-1.521822 2.801501
1.703326 1.669241
2.002622 0.317719
0.685389 0.205013

.568226 2
.289135 1
.640116 0.
.063468 2
.393501 1

y: —-4426.33979275
Cu 0.738829 0.072982 -0.426077
Cl 1.366039 -0.621897 -2.402251
C 1.973927 1.496919 -0.706376

552930
.382526
.099504
.689006
716538
558174
.338258
.154058

1.402630
.263068
.631192
.162472
.328923
-1.086896 3.043128 2.
-0.237541 3.918502 1.
-2.576268 3.388325 2.
-0.749695 1.740798 2.
.628917 1.379558 2.471471
.143657 0.306612 1.598838
.874465
.732260
.182481
.010223
.397118
.951492
.126803
.337232
.831608
.289354
.232814
.733600

.445849
.022339
.031508
.543653

.501561
.814173
.849680
.258300
.461928
.540113
.051647
.095409
.939904
.686566
.318579
.497366
.277311
.657797
.678182
.928921
.108942
.348232
.545469
.376916
.897307
.199732

1.478508
1.889583
0.779053
2.863076
2.849554
3.310042
2.096107
3.887218

.0
.4

5

.2
L7

2.740733 -0.
3.843271 -0.
3.681413 -0.
2.410151 -0.
1.293729 -0.

-0.
-1.
-2.
-3.
-3.
-2.
-1.

2
4
4.
2
0

-3
-5
-4
-2
-0

2.

1.

4
4
1
0.
0
0
1
0

663219
732560
963355
999267
818339
605745
553866

.887727 -
.825036 -

547898 -

.276071 -
.300862 -
1.436935 0.992230 2.
.214591 2.294001 2.289506
.824874 1.060647 3.507736
.103782

0.
0.
0.
0.
1.
1.

0
1
0.
1
1

76722
79185
18026
36100
59645

0.206538
.981224
.611146
139679
.854806
.028328
0.741456
0.506422
526077
487870
653670
857697
889358
063384
935046
018034
297391

1.355786
0.995457
0.609430
0.
0
0

204763

.215581
.611062

988926
372467
300222
626605
007834
076750
248770

.075220 0.629645
-0.260081
-0.099608
.615416
.288637
.219129
.133759
.662183

.305712
.652186
.474778
.593281
193745
.410191
.041537
.043722
617251
.606045
.821756
.191917
.153413
320832

I ©O wN = o

2

.978745
.634609
.584263
.484037
.815983
.815474

449152

-0.381370 -2.063989
0.302232 -1.022855
-0.099868 0.213326
1.602080 -0.140566
0.536759 -3.528273
0.285746 -3.205358
-0.924544 -2.689025
.196673
.188979
.435184
.610611
.515922

1

2
1
4
4

. 714484
.537837
.435500
.372653
.912640

3
2
1
0
0
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-2.674988 3.330948 -0.156324
-3.857597 4.754709 3.107607
-2.629962 3.967746 4.123225
-2.152861 5.276224 3.016351
3.187657 -6.228497 -0.536107
0.950073 -5.408214 -0.390174
0.444962 -5.211242 0.566001
0.573128 -4.657740 -1.100704
0.690865 -6.409784 -0.742997
59

ergy: -4118.81746594

Cu 0.089768 0.072820 -0.029502

C
C

IToDTDQODNIIIIoD D DD IDIIDOQOQOOQDDIDIODDDIZIOoOOOO000000zoa0ommmnm OO mmOoQO0no

1 0.041645 0.280187 2.090665
1.947582 0.095215 0.327537
-1.912500 0.359199 -0.408511
-1.847739 1.758307 -0.972104
-2.421254 1.926713 -2.296521
-2.907399 2.715717 0.178435

0
1
1
2
-0.474881 2.271655 -0.763727
-2.890517 3.988544 -0.183270
-4.145785 2.255043 0.119387
-2.450679 2.600893 1.411014
.680077 -1.068219 0.450860
.069366 -0.942151 0.388408
.664117 0.308899 0.240972
.880404 1.454859 0.157762
.488614 1.362793 0.223265
.204437 -2.043210 0.565068
.682862 -1.838829 0.462470
.749035 0.391385 0.207600
.342296 2.435879 0.059009
1.860436 2.251762 0.192904
-0.442229 -3.231343 0.731916
0.632799 -3.615316 0.285266
-0.896512 -3.568489 2.149441
-1.311594 -2.544074 -0.070292
-0.957953 -2.293790 -1.447098

B0 DN WD BN

0.006570 -1.193368 -1.658448
0.735256 -0.406484 -2.262882
1.603327 0.516461 -2.900024
1.100263 1.760417 -3.308180
1.952562 2.702983 -3.868612
3.303844 2.386360 -4.047014
3.803768 1.147985 -3.662469
2.960161 0.210447 -3.081282

-2.115452 -2.061852 0.311348
-0.516381 -3.207617 -1.864552
-1.871855 -2.055181 -2.003458
0.045985 1.975469 -3.150164
1.475752 4.066638 -4.264278
3.946816 3.144864 -4.490672
4.857385 0.915662 -3.802931
3.337831 -0.752813 -2.741811
-2.122361 -2.783114 2.607665
-1.225989 -5.066370 2.130913
0.275477 -3.313516 3.096703
0.011004 -3.642318 4.111069
1.163232 -3.867444 2.770245
0.528055 -2.244985 3.138000
-1.522157 -5.393735 3.137078
-2.057309 -5.284003 1.444949
-0.354450 -5.652785 1.815277
-2.350894 -3.042549 3.649898
-1.954489 -1.697189 2.570296
-3.017294 -3.030554 2.017678
2.239543 4.846986 -4.799500
0.050311 4.429551 -3.951669
-0.153389 4.326011 -2.876551
-0.130897 5.460853 -4.265100
-0.656599 3.764176 -4.465796

TSt

En

59
ergy: -4118.79457586

Cu 0.252432 0.925711 0.784615

C
C
o

1 1.057253 1.315717 2.722234
-0.316773 2.715672 0.790475
0.315664 -1.044391 0.924454
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0.758214 -2.166083 0.025033
2.207504 -2.212603 -0.175486
0.352559 -3.602691 1.088531
-0.066513 -2.338221 -1.172746
0.683746 -4.717435 0.455290
1.009486 -3.535586 2.230911
-0.953357 -3.614092 1.331084
0.412408 3.705684 0.157333
-0.137100 4.986572 0.094797
-1.376071 5.252492 0.670987
-2.074431 4.240118 1.320849
-1.541049 2.953462 1.392435
1.379433 3.488080 -0.291667
0.414055 5.778923 -0.410045
-1.793726 6.256576 0.622267
-3.036400 4.445768 1.787843
-2.078585 2.161997 1.914510
2.922265 0.390328 -1.243041
2.121733 1.207440 -0.743966
4.302591 0.165680 -0.669383
2.543842 -0.181004 -2.402778
1.234015 0.214548 -2.891388
0.387940 0.674771 -1.780960
-0.584357 0.783789 -0.991271
-2.039928 0.662705 -1.023504
-2.663447 -0.536155 -0.674760
-4.052988 -0.635849 -0.723171
-4.816521 0.471710 -1.101403
-4.195910 1.669192 -1.427024
-2.808902 1.772197 -1.386634
2.950458 -1.062039 -2.691940
1.339031 1.000230 -3.654059
0.731426 -0.654404 -3.337522
-2.046930 -1.385684 -0.391445
-4.763108 -1.910394 -0.392672
-5.898819 0.362337 -1.130114
-4.790314 2.533802 -1.716559
.311580 2.710757 -1.630960
.210892 0.102177 0.854483
.968554 -1.090036 -1.224271
.110164 1.405492 -1.088959
.130649 1.316689 -0.693738
.175570 1.495290 -2.182611
.664827 2.323501 -0.686047
.956507 -1.202200 -0.759825
.383535 -1.988391 -0.992225
.135971 -1.025035 -2.309986
.223572 0.011281 1.269452
.746581 1.005441 1.268364
.619490 -0.762280 1.177705
-5.975981 -1.974422 -0.465642
-3.936448 -3.094669 0.032047
-4.598085 -3.952048 0.180871
-3.168981 -3.344700 -0.713342
-3.404088 -2.881533 0.968719
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59
Energy: -4118.80532177
Cu -0.339251 -0.942601 0.447906
Cl -0.755455 -1.234419 2.552595
C 1.047048 -2.310590 0.455815
-1.492770 0.689511 0.382688
-1.156293 2.071938 -0.115366
-1.765416 2.354060 -1.419991
-2.094650 3.088283 1.089412
0.245916 2.438541 0.063701
-1.963552 4.366787 0.773195
-3.379351 2.758649 1.045996
-1.630409 2.884586 2.307109
.750073 -3.467668 -0.252297
.415357 -4.644607 0.087135
.371256 -4.641820 1.096900
.665783 -3.463369 1.781585
.285066 1.466192
.003846 -3.456962 -1.043838
.185583 -5.561736 -0.452127
.894972 -5.561467 1.350944
.406128 -3.460584 2.579248
.222268 -1.362714 1.999890
-2.710000 -1.168096 -1.182453
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-1
-1
-1
-0

-2
-1
-2
-1
-1
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-0.
-1.
-2.
-2.
-1.
-3.
-1.

.995982
.159272
.211295

.683202
.361753
.847364
.478075

.770122
.909702
.245493
.807442
.237175
.799475
.300609
.800886
.718440

.853620
.575204
.012735
.901554
.950339

-2.
-0.
-0.
-0.

050541
986448
382222
541064

-0.683051
-0.769833
-2.171093
-2.525136

-0.611253 -1.413368
-0.764128 -0.911052
-0.377473 -0.827797
0.969678 -0.594758
1.390932 -0.550003
0.461810 -0.749736
-0.878011 -0.980311
-1.307330 -1.006971

-2.568971 0.568731 -2.242826
-0.698033 -1.469888 -3.101784
-0.542236 0.298653 -3.174293
.156010

1.662111 -0.441120
2.818684 -0.288747
0.820875 -0.713349
-1.594208 -1.133407
-2.356835 -1.168621
0.313596 -1.285609
-2.181866 -1.373763
-1.039957 0.755941
0.385346 -0.933509
1.199496 -0.912949
0.351718 -2.383921
-1.002197 1.059271
-1.961826 1.147745
-0.194418 1.215048
48858 -0.275605
05755 -0.045612

3.1
3.8
4.7
3.8
3.5

88649 0.

147314

69574 -0.910848

06330 0.
-5.969110 -2.129469
-4.852727 -2.178254
-4.498314 -3.129406

y: —-4118.85777827
Cu 0.200040 -1.458701
Cl 0.707875 -3.577980
C 2.127651 0.369519 -0.796654

188094
687648
443812
029823
997993
315623
745819
.303836

.693903
.787858
.341783
.807215
.708902
.331078
.200507
.195461
.243399

271959

.684920
.767145
.378647
.079201

.685931
.290198
.200585
.109060
.841661

-1.
-1.
-1.
-2.
-0.
-2.
-3.
-2.

612502
425641
659961
852504
224407
830313
976958
746321

806462

-1.088571
-2.471743
-1.004732

-1.955514
-2.273615

-0.120774
0.119953
-1.113106
1.223313
0.886416
1.540013
0.602049
2.321438

-0.561504 -1.679387
-1.328752 -1.291242
-1.157348 -0.029147
-0.207568 0.840772
0.551664 0.462493

-0.629993 -2.706334
-2.060922 -1.982202
-1.758178 0.278339
-0.068610 1.828409
1.270679 1.154387

-1.092942 -0.727585 -4.203251
0.015364 -1.166718 -3.790225

-1.397310 -5.428412
0.233112 -3.582733
0.890252 -2.334888
0.412321 -1.805904

0
1
0.
1
4

0.887318 1.078217 -1.167782
0.680799 2.474385 -0.714118
-0.438769 2.763296 0.069564
-0.659756 4.055613 0.544562
0.251917 5.066145 0.228290
1.377201 4.781993 -0.535544
1.599716 3.488490 -0.998382
.461161 -3.941241
.970681 -2.531960

739590 -1.619542

.945291 0.338203
.392743 1.396775

H 0.058645 6.068020 0.607380
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H 2.090679 5.570313 -0.768853
H 2.487565 3.255869 -1.586581
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.843824
.580109
.175010
.602048
.350767
.951244
.985203
.199744

0.256938 -

-3.
-3.
-2.

-2
-2

-3.
-3.

-2

TS

Energy:
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178927
719777
553476
.020092
.792776
584107
241768
.280131

-0.
-1.
-2.
-3.
-3.
-2.
-2.
-0.

618776
596320
762966
328822
341869
646253
156613
636273

6.042491
6.466467
4.917393
5.756248
4.480442
4.147877
7.318923
6.841403

2.163133 -6.045468
-1.136172 -6.949991
-0.569121 -5.378284

0
5
3
3.
2
2

687699

.833591
.464801

-4118.83258414

1

1
2
0.
2

.400269 -6.335095
.534346
.282259

777738
.759980
.395835

862865

.284597

Cu -1.301654 1.122961 0.163524
Cl -2.833774 2.194169 -1.008762
-1.472616 1.930657
43375 1.054449
39063 0.186080
44850 -1.178398
65765 0.033117
60616 0.868591
16015 -0.706547
87312 -0.547505
16710 1.230510
-0.712755 -0.642298 2.705899
-0.765200 -0.778877 4.082179
0.007341 -1.747322 4.719569
0.836307 -2.572425 3.966932
0.891795 -2.435613 2.586716
-1.296804 0.135390 2.222182
-1.402473 -0.115016 4.662716
-0.029902 -1.849466 5.802575
1.450549 -3.325362 4.457125
1.546235 -3.083742 2.006915
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-3.
-2.
-4.
-2.
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.111090
.222848
.455092
.251226
.494978
.684071
.536309
.383922
.602035

1.

2
1
3
1.
4
4
4

8
.0
.5
.8
6
.2
.2
.4

090526 -0.
537528 -0.
574325 -1.
314143 -1.
.906972 -0.
.614762 -0.
.160997
.239117
.480895
.488394
.250810
.015972
.004458

1.
2.
1.
2.
3.
4.
3.

884322
632629
163250
007583
652377
610449

0

0.843249
.263080

0.908922
1.917286
1.772783
0.309138

375451 0.470998

102399
494598
156752
437309
046170
377401

-0.
-0.
-1.
-1.
-1.
-0.

269339
449208
150120
655118
474662
788649

-2.729835 -1.016120 -2.840195
-0.274896 -1.421415 -2.237154

-2.
-0.
-1.
-2.
-1.
-0.

266782
040128
407076
195195
869088
643585

593611 -3.059350
894789 -0.547349
301442 -1.262542
852051 0.459531
491856 0.074711
486164 1.131007

-2.161930 -1.959319
-0.095399 -0.987601
0.222950 -1.270096

-0.705028 0.309268

2.646625 -0.497975

4.823291 -1.524879

4.056613 -3.931011

1.834485 -5.044500

0.029026 -3.844531

-5.290501 -0.282513 0.114304
5.128199 -0.893845 -2.306202
-4.745566 -2.644665 -0.542697
-6.216333 -1.032599 -2.292277
-4.926517 0.138247 -2.624219
-4.735929 -1.

-5.814562 -2.

-4.237777 -3.

-4.349480 -2.

-6.367293 -0.

-4.935905 -0.

-5.124669 0.781236 -0.098617
5.700655

5.018476

6.025344

4.274279

0.558550 -1.463088
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y: -825.

135414
713218
903209
780667
284392
020735
591304
.304855
.307191

.601819
.999324
.449794
.781644
.699349
.268627
.930169
.721840
.103589
. 748571
.963307
.631699

.022742
.897962
.665743
.650111
.303272
.474570
.310263
.290243
.976371
.542488
.379177
.528150

.526921
.253817
.903225
.520901
.293692

y: —442

705691123

-0.039259 0.266156
0.055691 -0.807000
-0.298777 1.566039
0.081106 0.340641
0.026751 1.217975
0.335175 -0.872226
0.295964 -0.611618
-0.409600 -1.631192
1.311458 -1.296618
0.316210 -0.400748
0.220218 -0.123432
-1.030137 0.333848
-1.244752 0.647652
-0.206297 0.510427
1.031153 0.060761
1.275266 -0.264490
-1.833004 0.435618
-2.223778 0.998216
-0.363278 0.753296
1.860009 -0.054848
2.670829 -0.740281
-0.395091 2.807924
0.851767 1.730915
-1.611365 1.376017
-0.584616 3.689323
-1.224463 2.742340
0.538801 3.001488
-1.802705 2.245394
-1.565365 0.476724
-2.461180 1.271349
0.671674 2.602687
1.808625 1.885011
0.944682 0.839177

3.496519 -
3.056400 -
2.406926 -
2.964837 -
4.093864 -

6.32990620

0.
1.
2.
0.
1.

754738
203668
015245
392352
547522

Cu 0.236538 -0.312517 -0.507136
Cl 0.702001 -1.152025 -2.461304
C 1.651340 0.950532 -0.830441

= -NoNoNoNoNoNoNoNoNoR-NoNcNoNo NN NN N N NeONoNONONe)

NO WO u s W e o

-1.
-2.
-3.
-3.
-1.

363763
418698
323600
422886
925507
.416090
.937774
.672666

.297626
.267009
.530554
.839577
.894833
-1.004328 2.535060 2.323496
0.147372 2.830116 2.622917

-2.059379 3.611857
-1.390109 1.231796
-0.480793 0.183143
.481851
.477164
.799514
.152102
.504800
.491322
.144129
.807375
.321092 2.377468 0.118936
.014421 4.143527 0.144154

-1.547474 -0.345397
-1.825874 0.690257
-0.688848 0.902101
-3.075434 -0.200997
-2.516547 1.876745
-3.475296 0.573729
-2.542909 -1.312013
-4.110707 -0.529906
2.179158 -0.308833
3.184115 -0.305257
2.949373 -0.833710
1.702296 -1.364597
0.674130 -1.363138

-0.303160
-0.980633
-1.459566
-2.727493
-2.994829
-2.068651
-0.831073
-0.526568

2
2
2
1
1
1.
0
0
0
1
1

.059097
.210571
.573409
.546924
.246162
027272
.508195
.300321
.613543
.147385
.340788
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2
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-3.

-5.

-5.

-6.
-5.
-5.
-3.
-1.
-2.
-3.
-4.
-3.
-2.
-0.

-1.
-1.
-2.
-2.
-0.
-2.
-3.
-1.
.728420
.121972
.758284
.009485

212025

.757560
.537514

909090

.506995
3.
-1.

481262
957139
.694282
508348
.800219
803551
.397483
.350239
.485934
018335
.781146
811583
578026
790610
199688
493965
811029
771267
184479
609107
388082
675814
.756875
.637083
.237631
.934481

.663439
.778358
.626995
.199235
.370811

4.277830 3.740935 -0.830665
4.822762 1.508518 -1.791476
3.141311 -0.301672 -1.774122
-2.295642 0.958724 1.837900
0.136465 0.544768 3.406898

-1.055987 -0.689556 2.909808

-3.864707 0.169088
-3.967961 -0.114357
-2.315962 0.442133
-0.098675 1.397067
0.451574 1.715289

5.

4

3
4
4
1
1
1
0
1
0
1
1
1.
2
0
0
2
3
2
5
4
3
5
4

.478099
.016393
.467685
.948841
.177922
.141500
.433990

.550415
.898445
.379604
.107484
.689780
.565062
.475319
.189247
017050
.821102

-3.824521
-3.430752
-3.183147
.837585 0.523156

4

-1
-1

-0.

-1

-0.

-2
-2

2.
1.
1.
0.
0.

-0
2.
4.
3.
-0
0.
1.
-0

y: -4118.81111305
Cu 0.161451 0.104589 0.144087
Cl 0.177661 0.204838 2.277813
C 2.026501 0.043439 0.441691

818241
892963
888918
495166
511197
640507
663323
634848

614384

.221162
.706965
.845694
.501667

016788

.732803
.558403
.994843
.844203
.225702
.777444
.946791

0
1
2
2
2.
4
2
2
1
1

.835866
.040882
.820931
306276
.079651
.346721
.774382
.146610
.060164

-0
-1
0.
-0
0.

1
1
0
0

.066690 1.983633
.634250 3.191101
.280161 0.730146

.041875
.473145
445890
.540474
949192
.794706
.466748

0.078855 -1.542457
.162076 -0.749400
011055 0.524869

.558716 -0.336128
.571866 -3.505460
.068849 -3.245528
0.878199 -2.552630

909622
833816
136732
523908
770476
.102504
996204
156067
278503
.431230
591832
603461
.087556

.427675 -0.051077

.603722
.635812
825500
.844261
437195

.225568
.826368
.473450
.470190

0.179947 0.466330
1.351842 0.466860
1.295034 0.470928
-2.112686 0.478713
-1.978643 0.476077
0.230419 0.480787
2.323122 0.482520
2.205124 0.508272

-0.480539 -3.215453 0.666221
0.583495 -3.609305 0.200761

-0.948446 -3.615272 2.063449
-1.326107 -2.455503 -0.092287
-0.949318 -2.102603 -1.439611
.046122

-1.012851 -1.554969
-0.214543 -2.196014
.740944
.808100
.768087
.670577
.610727
.648619

0
1
2
2
1
0

-2.
-3.
-4
-3.
-3.
-2

839515
577347

.113597

955146
245117

.685999
-2.106336 -1.962518 0.323650
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-0.

-3.

-0.
-0.

.124220
.363320

0.240037 -

.038359

1.093237 -
0.553716 -
-1.

672607
.208911
528273
.359801
.894510
036267
.106264
.134889
811213
869744
.218102

-0.533169 -2.991002 -1.930680
-1.843702 -1.778320 -1.986801
-0.483083 1.837281 -3.829634
1.427373 3.598854 -4.680193
3.872424 3.427672 -4.394911
4.855315 1.533332 -3.116448
3.360917 -0.176368 -2.108077

-2.789070 2.578417
-5.087708 1.956409

3.484711 3.015012

-3.856025 4.010887

-1
-2

0
3
3.
3
3

459828
214563
702165
094224
.713755
.950487

.794379
.170145

898898

.563695
.039454

y: —-4118.80223973
Cu 0.446431 0.573535 -0.759676
Cl -0.151316 1.316105 -2.685664
C 1.944610 1.706059 -0.946646

4.067466 2.649367
2.436414 3.115776
-5.
-5.
-5.
-3.

2.943011
1.265205
1.597727
3.606713
2.599843

1.984972
-3.862244
-4.061885
-3.308439
-5.053446
-4.004491

O -1.341744 -0.346125 -0.313161
S -1.745333 -1.638270 0.333440
0 -2.770623 -1.449483 1.368313
C -2.620895 -2.453858 -1.051112
0 -0.638767 -2.529254 0.683052
F -3.094382 -3.627495 -0.659846
F -3.625368 -1.689673 -1.454645
F -1.778136 -2.638539 -2.056971
C 1.891924 3.010231 -0.487180

C 3.049772 3.782761 -0.572839

C 4.215410 3.252074 -1.116992

C 4.229197 1.943121 -1.585758

C 3.081172 1.153788 -1.510158

H 0.973472 3.418322 -0.071261

H 3.030712 4.810738 -0.212809
H 5.112898 3.864619 -1.184763

H 5.134015 1.526373 -2.026357

H 3.078761 0.136950 -1.898480

C -1.913013 1.841141 1.321562

0 -0.782149 2.209924 0.951869

C -3.187450 2.330687 0.669748
N -1.968503 1.068600 2.434680

C -0.643801 0.775589 2.961491

C 0.325185 0.706329 1.857952

C 1.124510 0.168620 1.035724

C 2.230468 -0.755022 1.264521

C 2.437743 -1.944441 0.535419

C 3.487013 -2.790173 0.903812

C 4.357196 -2.464763 1.935750

C 4.170016 -1.278111 2.633530

C 3.111679 -0.441708 2.305553

H -2.649111 0.306390 2.435170

H -0.360010 1.548537 3.689633

H -0.662194 -0.200185 3.466076
C 1.630590 -2.298437 -0.664720
H 3.637216 -3.717909 0.354663

H 5.176219 -3.134051 2.190148

H 4.842458 -1.002881 3.443862

H 2.959550 0.488037 2.850958

C -2.999606 2.421039 -0.841421
C -4.385210 1.442625 0.996494

C -3.409357 3.735496 1.254408

H -4.320897 4.165345 0.818186

H -3.535037 3.702709 2.345688

H -2.568365 4.399359 1.016703

H -5.274446 1.857132 0.504052

H -4.243903 0.416639 0.631458

H -4.597959 1.409523 2.074437

H -3.897711 2.870720 -1.285952
H -2.132792 3.037207 -1.107925
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mm T QO
RN OR R

TS,

59
Energ

Cu -0.080309 -0.711737 -0.646355

-2.846932 1.
.156596
.480606
.628686
.379154
.314879

1.
3.
3.
4.
4

428986 -1.283614
426493 -1.383038
740447 -1.047201
822464 -1.727144
095449 -1.570829

.371593 -0.167532

y: -4118.80483169

Cl 0.303824 -1.099617 -2.744919
C -1.904872 -1.375440 -0.815057

-3.

.670845
.165370
.314599
.852186
.112658
.392938
.778262
.886342

172719
.310477
.163123
.874826
.737526
.499488
.528029
.056681
.531546
.493805

.874703
.838648
.235368
.811953
.539824

.387106
.469746
.623466
.593596
.677403
.783593
.814626
734280

0
1
0
2
2
3
1
2

2.636500 -

-0

.193892

.1
.3
.9
.4
.0
.4
.7
.7
-2

-3.

-2
-1

-0.
-3.

-0
-0

0
2
2
2.
1
0
0

-1

65203 -0.361444
17329 0.470770
33186 1.296413
02751 -0.836599
89128 1.131612
76021 -0.276286
50086 -1.517510
83428 -1.658308
.645304 -0.320883
309463 -0.773631
.698008 -1.686420
.421461 -2.165134
749447 -1.736480
109971 0.395987
.309157 -0.401225
.217448 -2.028018
.946641 -2.892096

.242248 -2.109544
.318242 0.939147

.680404 0.367973
.795096 0.480056
.484921 2.007879
.915389 2.411861
.577324 1.303723
.177409 0.809058
.692073 0.944273
.025677 0.495593
.852039 0.791317
364622 1.479398
.037470 1.893079
.203090 1.629476
.919768 2.200811
.835920 3.385691

0.773849 0.043669 2.902180

-1.
-3.
-5.
-5.

I
w

WM B DD U W W

459421 2.508728 -0.352326
666355 3.889608 0.461643
625078 3.022444 1.687014
680146 0.649445 2.426318

.738149 -0.838270 1.950983

.392247
.130064
.490311
.314761
.561116
.238193
.385191
.642731
.655832

2.
3.
2.
2.
1.
2.
2.
2.
1.

415294 1.393658
892805 0.462550
329343 -0.955933
883505 1.029283
328266 1.387873
745132 2.429572
829821 -1.346845
555335 -1.613326
244436 -0.988102

-1.139311 -1.385074 3.712426
-0.407225 -2.796370 2.902504
0.435973 -2.

-0.

-1

-0.
-1.
-0.

TN IrmQomnmEDIIIDIoDIoDToDIDQIIODDDIDIOoO@DQO@DOOO00000zoo0oQmDDoDnm om0 00no
I
i

[
[N

59
Energ

0 -0.
s -1.
0 -2.
Cc -1.

872373 1.

.088354 3.

162468 4.
875576 4.
942565 4.

017486 4.263741
726190 -1.079968
960046 -0.300253
102705 -0.861947
587674 -0.739699
280377 0.738919

y: -4118.85298479

Cu 0.185877 -1.502638 -1.871159
Cl 0.940617 -3.514733 -2.372475
C 2.024931 0.329474 -0.606974

329734 -1.
838849 -2.
352958 -2.
884096 -3.

840169 -0.086115
128777 -0.068346
162016 -1.441697
859751 0.547234
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-2.545199 -1.331037 0.917384
-3.154235 -4.221960 0.652307
-1.262868 -4.661888 -0.287231
-1.311514 -3.914084 1.737440

2.626406 -0.566061 -1.500539
3.739786 -1.308069 -1.115693
4.278963 -1.142009 0.152636
3.712867 -0.219703 1.032708
2.596072 0.513086 0.657111

2.278246 -0.626941 -2.532646
4.174414 -2.018552 -1.815661
5.146666 -1.723737 0.457529
4.141613 -0.079151 2.023389
2.145692 1.222669 1.350995

-1.136986 -0.667219 -4.059903
0.007224 -1.045161 -3.683610
-1.679836 -1.273329 -5.339420
-1.880047 0.182356 -3.361040
-1.539271 0.744084 -2.056467
-0.202794 0.333006 -1.574610
0.771189 1.025139 -0.975451
0.663330 2.480598 -0.698051
-0.432176 3.043857 -0.026098
-0.545479 4.433984 0.062148
0.444589 5.260860 -0.449909
1.558410 4.702076 -1.072968
1.660223 3.324145 -1.201978
-2.823490 0.354247 -3.685536
-1.562000 1.843000 -2.140227
-2.335490 0.458486 -1.350617
-1.497388 2.240478 0.670101
-1.418981 4.853107 0.559722
0.351506 6.341586 -0.359991
2.342155 5.342811 -1.472983
2.511632 2.880818 -1.718398
-2.925816 -0.565404 -5.861425
-0.580589 -1.247701 -6.402059
-2.015040 -2.727181 -4.966351
-2.404339 -3.244547 -5.853560
-1.124746 -3.258456 -4.605570
-2.775488 -2.770743 -4.174440
-0.939686 -1.762272 -7.302713
-0.312976 -0.219686 -6.682713
0.320469 -1.759070 -6.047422
-3.224662 -1.025357 -6.811566
-3.786667 -0.672794 -5.184664

jasii=cj= I @ RN @ a vl aniiaciiasjie s Je s i« it i« s B @ M@ NN QI i« s« = s J @ P« 2 Y= i < O O NONO NONONONO MO M=o IO I Q=== =1« i« s O NONO MO MO N N M. el

-2.749178 0.502035 -6.056194
-2.668191 2.446823 0.413379
-1.050858 1.287509 1.741192
-1.923687 0.844663 2.226901
-0.438928 0.474974 1.325689
-0.431091 1.823979 2.474014
TS,.°
59

Energy: -4118.82330810
Cu 0.594250 0.544538 0.675027
Cl 1.935520 2.144125 1.396581

C -1.778936 1.229862 1.280999

1.102583 -1.293782 1.122004

.068377 -1.838553 0.093767

.315759 -0.850522 -0.967873

.633417 -1.932907 1.042778

.757194 -3.198974 -0.322637

.593624 -2.386311 0.250149

.960159 -0.736411 1.490390

.481876 -2.761279 2.063989

-2.127645 2.577356 1.139643

-1.904836 3.467384 2.180115

-1.344622 3.022611 3.377043

-0.999019 1.687754 3.529336

2.
0.
2.
4.
4.

WwWwbh PP wNhN

-1.200619 0.792348 481160
-2.541380 2.923856 192332
-2.161085 4.517928 056481
-1.166258 3.726727 187110
-0.543546 1.339829 453658
-0.959952 -0.263605 2.613841
0.513407 1.349810 -2.124521
-0.055604 1.600326 -1.008133
C 1.437719 2.358638 -2.748037
N 0.239920 0.172980 -2.650448

ommITTmTmOOOQOOQQOMmAEAEO00O0no
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-4

-4

I
S

jasjiyeciie B @ NN @« =iite i« e s e s« i« it s« s @ @ IR @ I« i« s} « s« s @ Y« 2 i« i « s O HO N O NO N NONO O N Q)
OFRNRFEFORFRWNWN R -

LU I I B}
N O RN

React
react

33
Energ

Cc -4.
-4.
-4.
-2.
-2.
-1.
-0.
-2.

-2

N NN B DB NN

jasiiaciiacjiie s i« st c it s e e = s B O MO N QN QN==ll=: = 1= O NONONONO NN N =:i=: oMol I~ o Ne]

.
)

68
Energ

-0.
-0.
-1.
-3.
-3.

-5.
-5.
-4.

-6.
-6.

.398828
.034024
.850123
.547372
.901004

.731462
.019320
.081181
.039700
.793061
.385569
.233308 -3.
.527549 -3.
.560079 -3. 0.
.235019 1.191643
.087220 -3. 1.

259593 -0.
420187 -1.
.697048 -2.
824118 -1.
679334 -0.

534023 -0.
059989 -1.
341795 -2.
.785061 -3.
811039 -1.

585106 -0.
846318 0.068586 -0.561676
965925 0.237698 0.173978

692571 -1.822719

436358 -0.019641
732070 -0.556765
177286 -0.913218
408297 -0.666024
167012 -0.052474

416551 0.309470 0.262367
0.769245 -0.199618 -3.429139
-1.
-0.
-2.

913098 -2.336969
643492 -1.654140
769625 -0.689091
166019 -1.360637
782325 -0.931024

553900 0.440670 0.172914

.313420 1.293519 0.715820

.370706 -2

ion 14

ant

2.256309 -4.271928
3.760246 -2.290688
2.033601 -2.227533
2.758217 -2.669237
2.115721 -1.133067
.165364 1.020931 -2.508196
4.486846 -2.726168
4.019742 -2.621998
3.845684 -1.198506
3.040209 -4.693984
1.298897 -4.641479
2.398364 -4.671328

405514 -1.721401
092852 0.530790
522642 246993

849502 100506

y: -1132.72069320

058284 -0.
635153 -0.
830813 -0.

000405 0.187268
023106 -0.890646
097053 1.506986

701921 0.096826 0.250849
207174 0.137824 1.129803
932098 0.178967 -0.980597
505198 0.131388 -0.706576
234155 -0.

646803 -1.642268

.193037 1.101385 -1.523188

0.681299 0.092782 -0.465845
.079228 0.040576 -0.188231
.717312 -1.191096 0.016298
.076162 -1.248930 0.287866
.803585 -0.065412 0.354832
.196521 1.169871 0.155292

.836925 1.218003 -0.114890
.132556 -2.107104 -0.041737
.575120 -2.202153 0.446650
.788294 2.080553 0.212259

.345463 2.175836 -0.274251

.958932 0.001323 2.754705
.858421 1.035577 1.509207

.554740 -1.
.514626 -0.

445162 1.493288
131497 0.695726

.509255 0.953430 2.390958
.368025 2.018883 1.540520
.478471 0.992407 0.606810

.197162 -1.
.176934 -1.
.840299 -2
.590375 -0.
.228076 -0

2

0
.280693 1.502464

3

2

538410
537142

.380161
.595697
067069 3.650836

818487 815961

.424156 0.960848 2.811257

y: —4733.34715040

Cu 0.705955 0.092502 -0.529073
Cl 1.337464 -0.485283 -2.538099
C 1.936468 1.534075 -0.722802
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2
3.
4
3

ja=jcii=cjiie i< i< O NONO NN N NONONOR-o N NoNo NN N NN o N HoNoNe N N6}
WU PO SDdWNNDREREO

.579985
.418462
.144322
.723526
.761908
.604468
.360871
.196123

1.367167
.223610

589220

.119905
.288966 1.
-1.048861 2.995823 2.140575
-0.166248 3.847480 2.124927
-2.522609 3.397740 2.060366
-0.765023 1.665785 2.252467
.592175
.092947
.814466
.700503
.230295
.124087
.481235
.969965
.076471
.303343
.791076
.245112
.187171
.691898
-1.479023 0.949984 2.137450

1.457858 -0.380472

1.883380 0.795442
0.780353 1.431136

2.840777 -0.066124

2.849512 1.668452
3.286251 0.812811

2.057073 -0.943173
3.861102 -0.718678
2.760501 -0.441183
3.860961 -0.333182
3.
2
1

718706 -0.534926

.469419 -0.847021

354968 -0.948911

1.235652 2.437800
0.208715 1.501208

0.

1

3.

4

3.

2
1

764351 1.239271
.806041 0.875238
105209 0.613814
.098959 0.254409
797645 0.166063
.519904 0.432309
.523047 0.782033

2.890868 -0.263819
4.822075 -0.060484
4.583496 -0.453423
2.352865 -1.030636
0.383574 -1.228270

H 1.218823 2.135615 2.343220
H 0.742268 0.832388 3.452061
H 1.165919 -3.311706 0.707904
H 2.778808 -5.108106 0.044065

Cl 5.600133 -5.050740 -0.280876
H 6.036360 -2.320712
H 4.429296 -0.515787
-3.
-2.
-2.
-3.
-4.
-5.
-2.
-1.
-2.
-4.
-4.
-6.
-5.
-5.
-2.
-0.
-2.
-3.
-4.
-3.
-3.
-2.
-2.
-3.
-2.
-2.

jasiiiacjiiesile vit« i anfif anjia s e s i« s i« i« s« s aa = s i« i« sl O O N O NONO N N NO N}

.
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54
Energ

-4
-2

T O QO o

-2.
-2.
-2.
-3.
-0.
-3.

494876
767205
722083
288744
506901
532007
091241
121497
002847
793264
353055
492129
192161
681163
748479
995911
174167
376647
524584
385099
756399
041019
536113
793395
645141
066079

2.

4
4
1
0
0
0
1
0

1.
-0.275255 -2.131034

0
1
0
0

1.

2
1
4
4
3
4
3
5

.369496 -3.291417
-0.839006 -2.769229
703017 3.149189
.615394 2.159089
.505960 1.375036
.458006 0.627672
.948187 0.615090
.398675 -0.116999
.786952 3.131439
.922743 4.176548
.237701 3.128772

82555218

y: —4425.
Cu -0.016339
Cl -0.011369
C 1.847831 0.

034437
040021
695598
055956
670189
090827
.284557
.529127

C 2.613928 -

0
1
1
2
2.
3
2
2
0

0.361917

0.997739
231060 2.192130
.398014 3.192812
.093754 0.712319
.140698 -1.033544
.697930 -1.650841
.598881 -0.552401
.898423 -1.552371
.246718 -0.892710
.238758 -2.890198
427812 -2.421635

.256972 -0.955495
0.115329 0.208323
.572714 -0.071014
.632244 -3.589772

0.115048 0.003938
0.320881 2.125579
191033 0.316369

.315518 -0.296753
.691293 -0.923057
.784259 -2.213865
.667104 0.251188
241751 -0.808672
.926485 -0.152750
.177215 0.278736
.606096 1.460148
.950665 0.439458
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BT DN WS W

1.

0
1
1
2.
3
3
2

Dm0z oonommmITDIT QOO

.998064
.556748
. 741471
.354510
.166049
.636459
.638211
.175863

702966

086077

.391712
.785849
.852311
-2.167997 -2.082135 0.386795

-0.678615 -3.136890 -1.905875
-2.026687 -1.967339 -1.923706

0
1
1

0
2
2

0
1
2
2
0
0

0.789853 0.347557
.473767 0.170717
.597856 0.087862
.470405 0.184564
1.935927 0.575405
1.668964 0.422561
.584225 0.113432
.588874 -0.034093
.342542 0.154218

-0.443677 -3.206158 0.704159
0.623257 -3.540323 0.201004

-0.814559 -3.578185 2.137355
-1.377596 -2.544555 -0.044464
-1.089195 -2.239512 -1.425571
-0.121697 -1.141912 -1.636022
.603466
.533236
.152377

0.349057 -2.236682
.507905 -2.878800
.789515 -3.307449
.621934 -3.902608
.166960 -4.071394
.894545 -3.664808
.065610 -3.066603

H 0.130157 2.125035 -3.144995
H 1.812122 3.620311 -4.234276
Cl 4.565736 3.218099 -4.810916

js=ipa=iifaciicsjiesie e i« i« s @ N @ I @I« =i« o
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54
Energ

0.

I ONNORFE N

o

[
w W =

-1
-3
-4
-2

2
1
4
2.
1
0
-2

-4
-4

ooz oo0oommmnTm OO0 00 no

-2.
0.139681 -

-3.

-3.

331979
956917
226745
205979
903537
954004

4.813238 0.570322 -3.811601
3.136093 -0.926224 -2.719415
-2.038081 -2.836727 2.669027
-1.098515 -5.085104 2.112899
0.395595 -3.299343 3.028121
0.190998 -3.644012 4.051020
1.281037 -3.825708 2.653111
0.620377 -2.224497 3.067973
-1.
-1.
-0.
-2.
-1.
-2.

-5.435590 3.127776
-5.319224 1.466968
-5.639465 1.744159
-3.117704 3.717198
-1.745768 2.640396

2

-3.102094 2.120648

y: —4425.80260498

Cu 0.050068 -0.770682 -0.807327
Cl 0.703774 -1.447063 -2.724638
C -1.137037 -2.226588 -0.833366

908628

.569458
.970895
.596377
.753569
.147685
.292494
.353170

.830972
.809962
.049517
.318478
352075

.594797
.805470
.280854
.556256

.647219
.627336
.030114

458569

.080402
.161989
0.
-2.

749287
080222
.292649
579739
.647531
.454044
166805

1
1
1
3
2.
4
3
3

.003115 -0.928884
.977917 0.008303
.654687 0.280884
.472598 -1.052911
351498 1.164453
.470582 -0.378957
.249460 -2.152384
.803992 -1.378107
-3.408225 -0.182962
-4.400864 -0.130027
-4.202688 -0.731483
-3.011627 -1.397970
-2.008382 -1.460752
3.553185 0.287182
-5.334688 0.387812
-4.984855 -0.689198
-2.856545 -1.883316
-1.078632 -1.992119
1.155368 1.309360
1.672239 0.806032
1.402477 0.751227
0.453787 2.442112
0.370292 2.897879
0.556832 1.764959
-0.317144 0.930632
0.278841 0.900063
1.560492 0.385123
2.079306 0.328525
1.310729 0.776945
0.029204 1.279814
-0.486700 1.335143

H 3.132627 0.247432 2.724523
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H 0.898283 -1.119437 3.682125
H 0.889182 0.633550 3.300926
H -1.446463 2.154309 0.048147
H -3.755617 3.078614 -0.062600
Cl -6.265657 1.963373 0.699608
H -5.304784 -0.557931 1.617869
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Energ

o 1.
s 1
0 2
c 3
00
F 3
F 4
F 2
Cc -1
Cc -2
Cc -3
Cc -3
Cc -2
H -0
H -2
H -3
H -3
H -2
c 2
o1
c 3
N 2
co
c -0
Cc -1
Cc -2
Cc -2
Cc -3
Cc -5
C -4
Cc -3.
H

C

H

H

H

.994391
.080865
.348525
.343549
.358914
.619364
.057378
.860534
.180958
.983426
.252923
.750896

1.

.485504
.864501
.116370
.025867
.548661
. 715179

1
0
2.
0
0

-2.997690 -1.500667 1.696766
231825 -0.768317
1.

369515
.103467
.713787
190931
.652779
.924617

0.569479 1.164246

.642243 2.454056
.480522 -1.175909
.893740 -1.232493
.198233 -1.043809

0
1
1
0

y: —4425.81484111
Cu 0.380600 -0.801718
Cl 0.904099 -1.251802
C -1.268407 -1.822814

906083

.828824
.423436
.012794
.533768
.135747
.195634
.576668

.304431
.204028
.057126
.013438
.113906
.634120
.236260
.763759
.672742
.069729

.445201
.574319
.913772
.099181
.699103

.167153
.284785
.571887
.607365
.831454
.002634
.981016
760314

506442 -

.889769 -
.007096 -
.355853 -

3.018528
4.003379
3.772821
2.557551
1.571740
3.185399
4.950282
4.541694
2.378268
0.622829

1.
0.
0.
1.
2.

-0.485271
-2.538451
-0.636655

0.438605 -0.308614
1.903367 0.053532
2.172802 1.366220
2.585779 -
2.
3
2
2

168789
243542
978722
004445
391891
0.067675
-0.338681
-1.412052
-2.094806
-1.712526
0.907594
0.197300
-1.719038
-2.942007
-2.243714

1.537013 1.420482
2.247488 0.897667
1.732507 1.112066
0.574897 2.311297
0.271739 2.538868
-0.318786 1.328006
-0.249335 0.752968

0
1
2.
1
0

.384883
.757055
402687
.671224
.303548

0
0
0.
0
0

.581188
.306614
187359
.348474
.617245

-0.341233 0.722114

2.722657 0.225513 2.386471
0.100542 -1.187544 3.604432
0.673126 0.773524 2.884722
-1.670186 2.299594 0.180005
-3.879741 3.467041 -0.029624

Cl -6.539342 2.479114 0.205529
H -5.914847 -0.240689 0.735381
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.160648
.109711
.870296
.602499
.773068
.146129
.438908
.903631
-0.946500 -0.928417 3.800138
0.151986 -2.231361 3.275212
0.672876 -1.085577 4.533152

-3.717619 -1.412820 0.913527
.829559

-0.648688 1.665384

-2.690433 1.603647
-1.910089 -0.392472
-0.883435 1.412141
0.330826 1.218823

-0.560774 2.758446
-2.204825 -0.598087
-2.673699 -0.799204
-0.969964 -0.919662
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Energy: -4425.86712906
Cu 0.262677 -1.440855 -1.973966
Cl 0.890949 -3.505323 -2.424095
C 2.080296 0.388232 -0.710623
-0.127589 -1.728797 -0.158142
-1.642300 -1.652652 0.055569
-2.351564 -1.870489 -1.208960
-1.909865 -3.159887 1.069158
-2.045873 -0.517549 0.873071
-3.202223 -3.247529 1.345981
-1.527627 -4.225805 0.398718
-1.224334 -3.064327 2.194046
2.695639 -0.466949 -1.635361
3.800827 -1.228778 -1.265660
4.313124 -1.127342 0.020703
3.727505 -0.251713 0.935179
2.620200 0.502353 0.574603
2.361334 -0.478440 -2.674297
4.251838 -1.903902 -1.989892
5.173331 -1.725830 0.314243
4.130870 -0.168539 1.942843
2.142564 1.161797 1.298328
-1.103000 -0.683094 -4.159504
0.044317 -1.056665 -3.791819
-1.699452 -1.362873 -5.376534
-1.817253 0.214642 -3.490361
-1.441682 0.840229 -2.223930
-0.119698 0.402184 -1.718771
0.825898 1.084571 -1.067020
0.633149 2.487566 -0.634696
-0.520512 2.860391 0.063030
-0.703795 4.174713 0.477160
0.277458 5.115790 0.190212
1.443423 4.765019 -0.484396
1.618830 3.448526 -0.885600
-2.762849 0.385457 -3.808871
-1.403974 1.931124 -2.377401
-2.246499 0.625511 -1.505363
-1.257208 2.099431 0.324460
4
6
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H -1.592593 4.467606 1.031370
Cl 0.051965 6.770214 0.699978
H 2.200844 5.519012 -0.686468
H 2.529870 3.156240 -1.407184
-2.868860 -0.594962 -5.984866
-0.604360 -1.567236 -6.422788
-2.176147 -2.727744 -4.848173
-2.610599 -3.301316 -5.678031
-1.341965 -3.299793 -4.420226
-2.940735 -2.610871 -4.067277
-1.016417 -2.134174 -7.267479
-0.228172 -0.609496 -6.807570
H 0.237169 -2.129743 -6.004552
H -3.200254 -1.112511 -6.893700
H -3.745027 -0.557132 -5.320160
H -2.590522 0.428836 -6.271709
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TS:°

54
Energy: -4425.83957715
Cu -1.690788 0.533004 0.024614
Cl -3.506120 0.441924 -1.219364
C 0.769008 -0.651936 2.114352
0 -0.804199 2.052102 0.749814
S 0.225364 2.691090 -0.171025
0 0.345683 1.968872 -1.439558
C -0.621923 4.259566 -0.597802
O 1.446177 3.057957 0.530224
F 0.142545 4.958164 -1.422969
F -1.774252 3.990973 -1.190586
F -0.845499 4.966830 0.497267
-0.408200 -0.266100 2.773145
-0.467380 -0.218217 4.155046
0.650709 -0.552484 4.915662
1.827544 -0.932176 4.279014
1.888524 -0.980374 2.893062
-1.278358 0.021942 2.190819
4
6
4
2

aaoaan

jas

H -1.388728 0.096000 4.641115
H 0.605437 -0.507632 6.002250
H 2.708271 -1.189561 4.864368
H 2.814162 -1.280599 2.405675
C -2.072196 -2.253711 -0.637428
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-1.807217 -1.595205 0.405063
-3.163448 -3.299288 -0.625300
-1.291168 -2.080585 -1.702675
-0.319211 -0.994955 -1.646107
-0.168225 -0.623037 -0.208536
.849110 -0.749000 0.654742
.188524 -0.929689 0.017756
.054820 0.155595 -0.131257
.307477 -0.030166 -0.704445
.683398 -1.300991 -1.125148
.832830 -2.392999 -0.986997
2.581496 -2.198724 -0.415054
-1.585201 -2.435239 -2.604044
0.652243 -1.335095 -2.028428
-0.653885 -0.148522 -2.263138
H 2.740463 1.149727 0.192353

H 4.988373 0.808063 -0.832123
Cl 6.255706 -1.535039 -1.846152
H 4.153253 -3.378159 -1.318385
H 1.901512 -3.043072 -0.290984
-4.287781 -2.832544 0.298043
-3.711345 -3.543967 -2.029643
-2.521627 -4.579301 -0.070915
-4.552383 -4.245709 -1.968185
-4.083084 -2.613934 -2.481122
-2.970372 -4.006185 -2.699045
-3.283685 -5.367461 -0.011974
-1.708479 -4.937847 -0.717198
-2.120391 -4.414903 0.937313
-5.077315 -3.594935 0.314126
-3.926586 -2.687068 1.322345
-4.714321 -1.883861 -0.051524
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Reaction 15
reactant

33
Energy: -1132.72020290
C -4.056720 0.003737 0.187438
-4.631791 -0.032215 -0.890979
-4.828546 -0.107001 1.506445
-2.702492 0.129143 0.252716
-2.211221 0.188311 1.132603
-1.933101 0.230140 -0.977242
-0.506415 0.166169 -0.704981
-2.242921 -0.581461 -1.652391
-2.185400 1.164374 -1.503741
0.679564 0.115731 -0.465241
.077542 0.046368 -0.188501
.695011 -1.190210 0.045425
.055143 -1.250650 0.315232
.822010 -0.090309 0.356356
.201311 1.131828 0.122451
.844220 1.218832 -0.148047
.093612 -2.096157 0.010512
.530030 -2.213070 0.495702
Cl 5.153661 2.596657 0.170569
H 2.377562 2.184412 -0.328652
C -3.959073 0.001602 2.755003
C -5.872464 1.010687 1.509952
C -5.532885 -1.465373 1.489751
H 5.888578 -0.125201 0.565904
-6.521896 0.918124 2.391699
-5.396425 2.000991 1.542293
-6.492068 0.959428 0.607649
-6.175098 -1.569055 2.375603
.152401 -1.565043 0.591162
-4.806498 -2.290516 1.498789
-4.589769 -0.080814 3.650467
-3.214302 -0.805762 2.813365
-3.440966 0.970006 2.815841
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68
Energy: -4733.34480228
Cu 0.004221 0.005282 0.002744
Cl -0.001425 0.007739 2.185445
C -0.569654 1.814210 0.183949
0 0.620423 -1.913965 -0.117531
S 0.751922 -2.781019 -1.342600
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En

1.461401 -2.130961 -2.448156
1.938136 -4.037854 -0.727785

-0.456516 -3.530140 -1.664337

2.174819 -4.927151 -1.675935
3.095380 -3.450488 -0.399548
1.458572 -4.647436 0.340779
0.219972 2.694000 -0.530075
-0.245690 4.005232 -0.674984
-1.440774 4.402244 -0.092146
-2.190927 3.491033 0.647265
-1.753829 2.176594 0.799040
1.489534 1.654217 -3.699352
0.997709 2.775302 -3.624701
2.932263 1.464455 -4.171080
0.775405 0.532026 -3.394987
-0.615475 0.638307 -3.055572

-1.040873
-1.860086
-2.837817
-2.715915
-3.700118
-4.795664
-4.914446
-3.941051

0.009980 -1.799738
0.601179 -1.085474
1.156949 -0.218505

2.467191 0.271926
2.944467 1.121463
2.163587 1.482919
0.871581 0.979951
0.359583 0.135980

1.149763 2.399003 -1.008262
0.342050 4.695078 -1.277926
-1.789307 5.426826 -0.208180
-3.118012 3.799944 1.128335
-2.316516 1.468939 1.404539
1.209878 -0.386117 -3.335425
-0.838131 1.714546 -2.990769
-1.249506 0.216305 -3.851944

-1.871448 -3.085497 -0.026405
Cl -3.572795 -4.563827 1.750507

-5.548701 -2.574051 2.152129
-5.773571 -0.263579 1.254557
-4.019683 0.648669 -0.266468

.007734
.196962
.727366
.074748
.096475
.281675
.910640
.959630
.648118
.982075
.943707
.299317
.549880
.118715
.738285
.396176
.338659
.878620
.542621
.756752
.078757
.413696
.715999

54
ergy: -442

-0
-1
-1
-0
0.

-0.
-0.
-2.
-2.
-2.
-0.
-0.
-0.
-1.
-0.
-0.
-0.
.138878 -3.495890
.250466 -3.093010
.736447 -2.174215
.108272 -5.892643
.628332 -6.286014
.186524 -5.483901

2
3
1
2
1
3

5.

Cu -0.020028
Cl -0.006571
C 1.843307 0.208953 0.320089

Qs O QO no

-2.041973
-2.053221
-2.716131
-3.060832
-0.681581
-3.099949
-4.288587
-2.524316
2.609308

3.992894

0
1
1
2.
2
3
2

2
-0
-0

.362552 0.006866 -4.288141
.038140 2.140639 -5.540239
.829607 2.194511 -3.169478

.476755 -0.990546
.216579 -0.677098
.747903 -1.981782
.202098 -0.086812
421838 -0.475636
656128 1.321385
539717 -0.185532
034410 0.012662
318616 -1.815784
406319 -2.445132
926419 -2.675603
443079 1.668090
171930 1.970811
740491 1.376815
551212 -5.000555
035271 -4.661111
509195 -3.319499

82329985
0.128684 0.000092
0.315254 2.123214

.316129 -0.287232
.691979 -0.914254
.783494 -2.200790
667847 0.267160
.240860 -0.806631
.926771 -0.136085
.176292 0.304393
.606584 1.472111
.933533 0.436773
.772898 0.339724

4.550866 0.491336 0.164985
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.735644 1.615972 0.089758
.349098 1.488896 0.192071
.161286 -1.918858 0.571873
.631415 -1.652338 0.409443
.632187 0.601677 0.104370
.169418 2.607494 -0.029848
1.697769 2.361361 0.167670
-0.445963 -3.201111 0.697626
0.619812 -3.529974 0.188522
-0.809931 -3.579503 2.130902
-1.385826 -2.540967 -0.044839
-1.105846 -2.233285 -1.426949
-0.135624 -1.140224 -1.641791
.591992 -0.336492 -2.221913
.535956 0.510960 -2.864214
.163627 1.795328 -3.287844
.122080 2.593118 -3.892400
.426233 2.143447 -4.085299
0
0

SO NN W

.780602 0.863904 -3.668928
.843749 0.043143 -3.059543
-2.172915 -2.077801 0.391748
-0.701745 -3.130489 -1.913276
-2.045492 -1.956059 -1.918140
H 0.151119 2.156855 -3.120519
Cl 1.689604 4.195285 -4.424052

mTEmIEZOoOQOQOooo000zoonmmmimim QO
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H 4.152955 2.797971 -4.561789
H 4.798853 0.511367 -3.818687
H 3.108952 -0.953400 -2.712371
C -2.031394 -2.840904 2.671240
C -1.093920 -5.086373 2.100496
C 0.404042 -3.304912 3.017661
H 0.204121 -3.654939 4.039658
H 1.287967 -3.829050 2.636001
H 0.628755 -2.230241 3.0620093
H -1.323366 -5.441580 3.114647
H -1.954883 -5.317445 1.456899
H -0.223610 -5.639021 1.725748
H -2.193907 -3.125597 3.719249
H -1.898007 -1.749770 2.645520
H -2.949752 -3.105059 2.126419
TSt

54

Energy: -4425.80166544

Cu 0.032219 -0.879885 0.770410
Cl -0.586801 -1.450544 2.732402
C 1.035446 -2.467630 0.758115
-0.611160 0.981329 0.901686
-1.210679 2.023506 -0.003663
-2.661995 1.898054 -0.143623
-0.922261 3.526652 1.006121
-0.459953 2.253553 -1.239548
-1.393816 4.579803 0.356333
-1.530522 3.424342 2.173644
.381030 3.682044 1.198741
.552302 -3.607307 0.141030
.396200 -4.714601 0.053344
.679941 -4.667916 0.589534
.128280 -3.514386 1.224673
.298787 -2.397531 1.320842
-0.451650 -3.634429 -0.277625
1.040359 -5.618321 -0.439727
3.329600 -5.538734 0.521142
4.125560 -3.477186 1.660442
2.642522 -1.496840 1.829570
-2.716196 -0.962502 -1.179973
-1.739182 -1.602457 -0.736381
-4.083372 -1.040542 -0.539708
-2.511609 -0.288185 -2.326685
-1.167124 -0.387150 -2.871861
-0.208535 -0.679401 -1.796676
0.770433 -0.540812 -1.017759
2.155268 -0.081693 -1.076429
2.499377 1.204507 -0.653848
3.835473 1.579418 -0.693397
4
4
3

NDWN R oo

.830150 0.712915 -1.132527

.470015 -0.566905 -1.540867

.141909 -0.972616 -1.510336
-3.105263 0.495706 -2.570290
-1.135414 -1.159589 -3.653868
-0.875739 0.581129 -3.300863
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H 1.735071 1.903842 -0.324398
Cl 4.271987 3.187999 -0.174025
H 5.866924 1.040705 -1.148695
H 5.237551 -1.258394 -1.883087
H 2.858934 -1.982428 -1.804943

-5
-4
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Energ

-3.
-5.
-4.
-5.
-4.
-3.
-6.
-4.

-3.
-3.

o1
s 1
0 2
c 2
00
F 2
F 4
F 2
Cc -1
Cc -2
Cc -3
Cc -3
Cc -2
H -0
H -2
H -3
H -3
H -2
c 2
o1
c 3
N 2
co
c -0
c -1
Cc -2
Cc -2
Cc -3
Cc -5
Cc -5
Cc -3.
H

C

H

H

939498
052630
593393
588141
683705
927406
022532

-0.875426
-0.005737
-2.454427
-2.584699
-2.613979
-3.220810
-0.120808

0.973583

-1.102321
-0.863108
-0.417187
-1.947156
-0.448501
-0.601961

699644 1.015666 -0.914129

.231316 -0.147266 -2.178769
.924368 -1.011902 1.440020

y: —4425.81295121
Cu 0.220606 -0.867856 -0.510642
Cl 0.684178 -1.239090 -2.593184
C -1.435615 -1.872613 -0.664005

.761502
.698574
.341029
.838721
.393513
.964763
.027759
.362258

.459229
.381329
.266950
.234247
.313005
.763133
.404846
.990327
.919398
.276311

.345905
.454524
.802454
.034660
.643581

0
1
2
2
2.
3
1
2

.343728 -0
.796321 0.
.018311 1.

-3.098840
-4.056198
-3.768646
-2.523303
-1.563772
-3.309592
-5.027115
-4.516840
-2.299328
-0.591654

.516474 -1.
405885 -0.
.815001 -0.
.936860 -1.
.316851 -2.

250217 -1.615922 1.397470
566863 0.124391 1.227558

.325095
088422
387321
153663
141544
933084
044484
366843
-0.014260
-0.436038
-1.468628
-2.095330
-1.698185
0.794423
0.055650
-1.787524
-2.910800
-2.186356

-1.690120 1.298261
-2.377223 0.779161
-1.880921 0.934973
-0.762656 2.238532
-0.469866 2.525250
.263700 -0.462283 1.343973
.394863 -0.363453 0.803559
.693244 0.269424 0.709038
.737177 1.649325 0.483047
.979477 2.270853 0.452115
.155677 1.553908 0.642509
.091183 0.179802 0.861826

867144 -0.470618 0.886208
2.656834 0.039195 2.314547
0.078006 -1.433508 3.566480
0.629845 0.558468 2.919085
-1.814323 2.209618 0.330270

Cl -4.064868 3.988294 0.170717
H -6.111701 2.072057 0.614925
H -6.009812 -0.383922 1.009847

W W D 0Ww s

H
C
H
C
H
H
H
H
H
H
H
H
H

I,

54
Energ

.057843
.951235
. 774448
.514058
.719169
.974767
.252659
.751986
-0.961726 -1.183407 3.807717
0.117105 -2.460945 3.187790
0.680378 -1.374159 4.479735

-3.805546 -1.547091 1.039086
. 743743

-0.822921 1.495315
-2.856477 1.386135
-2.009317 -0.579683
-1.059156 1.204978
0.171984 1.085895
-0.768676 2.591685
-2.317864 -0.825743
-2.743719 -0.993317
-1.047058 -1.067548

y: —4425.86644656
Cu 0.265444 -1.435339 -1.966568
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Cl 0.922466 -3.484385 -2.445864
2.064380 0.389724 -0.690127
-0.118481 -1.749759 -0.154760
-1.635809 -1.703888 0.055303
-2.334702 -1.912373 -1.216814
-1.880170 -3.233751 1.040776
-2.061075 -0.590474 0.889878
-3.171355 -3.348134 1.312929
-1.478702 -4.281265 0.352518
.198528 -3.146919 2.168734
.689143 -0.451352 -1.620913
.792426 -1.216467 -1.251208
.291775 -1.132516 0.041273
.695790 -0.270882 0.962557
.591112 0.486729 0.601873
.362741 -0.450599 -2.662435
.250879 -1.881422 -1.980137
.149599 -1.734358 0.334926
.088812 -0.201994 1.975372
2.104945 1.135141 1.329916
-1.115880 -0.672843 -4.139300
0.038959 -1.031709 -3.780172
-1.707246 -1.348218 -5.361251
-1.839872 0.207627 -3.457931
-1.464104 0.829598 -2.190257
-0.136757 0.401309 -1.691491
0.810427 1.088264 -1.047449
0.637134 2.501405 -0.637554
-0.528552 2.906170 0.019972
-0.670816 4.238020 0.390786
0.321624 5.175170 0.131213
1.487835 4.759515 -0.505578
1.651719 3.433312 -0.882287
-2.790328 0.366707 -3.768005
-1.438865 1.921811 -2.337915
-2.262505 0.603529 -1.467773
-1.295053 2.177712 0.284725
1 -2.126526 4.741472 1.213900
0.182568 6.210281 0.434616
2.275602 5.483073 -0.706683
2.566535 3.107276 -1.375556
-2.890320 -0.590793 -5.956191
-0.613133 -1.523735 -6.413840
-2.161506 -2.726379 -4.848157
-2.588065 -3.296766 -5.684309
-1.317795 -3.290430 -4.428336
-2.926851 -2.630845 -4.065197
-1.020128 -2.086149 -7.263995
-0.252200 -0.555978 -6.788068
H 0.237928 -2.079134 -6.005485
H -3.217822 -1.102880 -6.869527
H -3.764119 -0.573414 -5.287556
H -2.628330 0.440227 -6.232373

I
[

BT NN WS WwN
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Energy: -4425.83793566
Cu -1.212971 1.158649 0.211006
Cl -2.883007 2.178797 -0.798247

C 0.388417 -1.410852 1.841467
0.363818 1.889910 0.985012
1.514341 2.061785 0.002603
1.149017 1.614212 -1.343476
1.594865 3.889644 -0.110590
2.786106 1.621840 0.554423
2.535584 4.233398 -0.976077
0.427550 4.357313 -0.523767
1.879461 4.403926 1.074237

-0.385453 -0.590838 2.676756
-0.347723 -0.738829 4.052287
0.466981 -1.709800 4.629870
1.244288 -2.528198 3.817115
1.208074 -2.380723 2.437378
-1.005057 0.186822 2.240050
-0.948168 -0.081942 4.678265
0.501529 -1.820701 5.712120
1.888700 -3.285747 4.259160
1.819423 -3.027876 1.811354
-3.000086 -0.925176 -0.699814
—-2.384447 -0.659532 0.368224
-4.471338 -1.269968 -0.669328

ooQmEmIE@omTm OO AEE 000 no
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-2.294115 -1.002224 -1.827172
-0.903069 -0.568783 -1.771442
-0.512068 -0.551014 -0.331579
0.337461 -1.303286 0.381210
1.354817 -2.041994 -0.428336
2.651591 -1.540659 -0.551502
3.578423 -2.272600 -1.285006
3.242982 -3.477679 -1.894309
1.945969 -3.962391 -1.765653
1.000598 -3.248885 -1.037089
-2.772931 -1.015314 -2.718970
-0.260819 -1.283758 -2.302763
-0.789110 0.415908 -2.247041
2.927265 -0.588927 -0.092334
1 5.203125 -1.664086 -1.452217
3.993776 -4.022986 -2.461677
1.675172 -4.907243 -2.233253
-0.016239 -3.627336 -0.923922
-5.149302 -0.449936 0.427410
-5.134119 -0.987117 -2.015796
-4.552140 -2.766745 -0.336854
-6.212081 -1.172063 -1.929905
-4.996848 0.060648 -2.316459
-4.768689 -1.649001 -2.815303
-5.606851 -3.064508 -0.271043
-4.071430 -3.380518 -1.111251
-4.074306 -2.983097 0.627187
-6.216678 -0.704409 0.456787
-4.714816 -0.665493 1.410082
-5.042671 0.625461 0.236019

jasiigaciiaciicsjite it niifauiifac i @ N @ NN @ it iy =c = @ W= i« s« s« s O HO NGO NONO NO NONO IO I =1

Reaction 16
reactant

33
Energy: -1132.72038488
C -4.041811 -0.371909 0.229976
-4.679572 -0.822021 -0.711501
-4.737446 0.138068 1.496349
-2.683576 -0.309040 0.186758
-2.135153 0.060375 0.950468
-1.977126 -0.781184 -0.992498
-0.547193 -0.607995 -0.802863
-2.230312 -1.836872 -1.177633
-2.330936 -0.233195 -1.879875
0.622320 -0.423330 -0.552252
.991166 -0.198692 -0.241170
.002327 -0.559668 -1.144397
.338877 -0.342582 -0.845954
.695868 0.242031 0.366083
.714283 0.609279 1.279573
.378484 0.388935 0.973926
.709782 -1.015702 -2.088193
.105901 -0.630659 -1.561820
.743131 0.414835 0.605929
.974839 1.066922 2.231214
.786617 0.668166 2.565398

js=ipe=iitaciijaciiasjiesie i« QO M@ M@ J== 1)1« i« : O NO NO NO NONO N N-=: 1= o o Il - oNe)]
I WU NN WS W
w

-5.691420 1.251859 1.061170
-5.542397 -1.033470 2.061898
-4.365073 1.011435 3.433796
-3.095200 -0.107107 2.927240
-3.200988 1.528761 2.209806
-6.138144 -0.701460 2.923772
-6.218437 -1.437628 1.299847
-4.881588 -1.844777 2.398859
-6.288378 1.594230 1.918135
-5.139979 2.116437 0.665162
H -6.369788 0.891964 0.279291
Cl 1.163800 0.859062 2.138295
I
68

Energy: -4733.34111095

Cu 0.533499 -0.107463 -0.534883
Cl 1.199195 -0.759495 -2.517948
C 1.779492 1.339393 -0.673887

0 -0.878952 -1.543252 -0.421237
S -1.905594 -1.775562 0.651559
0 -2.930348 -0.721568 0.698728
C -2.782906 -3.231446 -0.039016
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Energ

-1.

om0 00 no
I
~

-2.
-2.
-3.
-4.
-5.
-2.
-1.
-2.
-4.
-4.
-6.
-5.
-5.
-2.
-1.
-2.
-3.
-4.
-3.
-3.
-1.
-1.
-3.
-2.
-1.

.360489 -2.216321 1
.730842 -3.609002 0

.349949 -2.914335
.942401 -4.234085
.235540
.068100

391776

.896893
.087413 1.
-1.035883 2.599415 2.
-0.018268 3.174274 2.
-2.327335 3.374061 2.
-1.056951 1.247713 2.
.073400 0.443608 2.578359
.879031
.803520
.936059
.844270
.988466
.229904
.344918
.206495
.204978
.659316
.032763
.927194

475003

.565247
502178
124899
338862
599429
663488
200468
186132
223394
756726
576723
656760
539087
607478
888156
208247
577991
720104
452878
518700
003289
242149
999650
371531
672130
612370

2
3
3.
2
1

-0.
-0.

-1

-3.
-3.
-3.

-1
-1

2
4
4.
2
0

2

4
4
1
0
1
0

1.

.494038 -0.
.608800 -0.
549883 -0.
.372244 -0.
241056 -1.

180267 1.
931804 1.
.686471 0.
029368 0.
729014 -0
107207 O.
.785634 0.
.081098 0.

.552705 0.1
.511498 0.4

424416 -0.

.321779 -1.
.328605 -1.
-1.899040 0.775254 1.880918
0.744866 1.101458 3.147196
-0.255704 -0.385680 3.219516
1 1.315202 -3.820376 0.278992
3.896322 -4
6.119824 -3
6.320753 -1
4.265759 -0

.760970 -0
.666626 -0
.309411 0
.046181 1
.488671 2.
388458 3
114178 0
436915 -

489816 -0.
868646 -1.
183832 -0.
-0.072325 -2.765063

. 1.
.917067 -1.

.929186
.802554

-1.203442
-0.230079

145424
024979
441120
982090
105018
416411
782515
143231
202537

496254
153179
768563
346256
.012998
055809
484398
834556
89484
26706
345458
332226
550665

.342604
.226763

.543035
.166435

051752

.272810
.816483

223430
673616
775797
605185
995665

1.207929 -2.722470

-0.179031 -1.607152

1.196019 -1.134334
1.119353 0.248141

2.585329 -0.759763
0.286295 -3.558683

-0.200239 -3.147894
-1.056117 -2.435368
1.904613

3
1
4
4
3
5
3
5

2
.121680 1.
.800089 1
.739876 0
.766349 0.
.408304 -0
.028197 3.
.887303 4.
.019341 3.

y: —4425.81924754
Cu 0.012668 0.132749 0.007693
Cl 0.011221 0.249883 2.141780
C 1.872005 0.159964 0.350517

992183
.046467
.916924
.836020
.651492
.966203
.030854
.096688

.613998
.003576
.596024
.807017
.414376

0
1
1
2
2
3.
2
2
-1
-0

.326000 -0
.735716 -0
.912925 -1
.688401 0.
.228005 -0
948819 0.
.179081 0
.638141 1
.001179 0.
.866832 0

.970160

908581

.197915
.601223

868117
.016088
066222
236018
371925

.232600
. 787499
.931304
569524
.852619
186651

.822798
.662533

460299

.460927

0.392755 0.388061
1.535524 0.311775
1.431453 0.310759
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2.143304 -1.983607 0.523646
4.619723 -1.762149 0.529026
5.680766 0.482841 0.409259
4.265293 2.522410 0.270842
1.782946 2.318777 0.288479
-0.437324 -3.224485 0.690006
0.633188 -3.598206 0.223140
-0.876717 -3.600097 2.102961
-1.314760 -2.514312 -0.081434
-0.980344 -2.221750 -1.453273
-0.058491 -1.080762 -1.660094
.649658 -0.310341 -2.309553
.519069 0.565152 -3.002194
.033956 1.541380 -3.895917
.915873 2.386489 -4.555872
.283579 2.268048 -4.333421
.782771 1.299736 -3.465056
.906942 0.449581 -2.812456
-2.109193 -2.036012 0.324931
-0.512028 -3.112237 -1.891136
-1.905454 -2.001516 -1.999010
Cl -0.658627 1.678156 -4.206374

Dm0z 00mmm T
NDWWRE P 2o

H 1.521645 3.133037 -5.241029
H 3.965769 2.939150 -4.852181
H 4.853455 1.207490 -3.296024
H 3.274252 -0.315041 -2.129769
C -2.099917 -2.831050 2.594792
C -1.201539 -5.098043 2.048528
C 0.304294 -3.366227 3.044468
H 0.051900 -3.723178 4.052428
H 1.190588 -3.907451 2.693545
H 0.553000 -2.298073 3.111843
H -1.486341 -5.453007 3.048651
H -2.039211 -5.300147 1.365544
H -0.331492 -5.672842 1.708285
H -2.317491 -3.120361 3.631567
H -1.935234 -1.743917 2.585867
H -2.999709 -3.064122 2.006528
TS
54

Energy: -4425.80093196
Cu 0.432627 0.575017 -0.658570
Cl 0.013734 1.137209 -2.681670
C 1.953927 1.693707 -0.792849

-1.315594 -0.379273 -0.391419

-1.732565 -1.679581 0.252710

-2.874091 -1.496112 1.159352

-2.431649 -2.555719 -1.196410

-0.629345 -2.492127 0.747000

-2.867093 -3.750293 -0.828130

-3.441280 -1.854787 -1.691139

-1.499842 -2.696802 -2.126128
1.836956 2.985465 -0.306337
2.962268 3.808853 -0.343545
4.163247 3.343456 -0.867389
4.243254 2.048942 -1.367671
3.128399 1.211528 -1.344309
0.897790 3.351123 0.100218
2.887562 4.825193 0.041076
5.035143 3.994645 -0.895960
5.174076 1.680177 -1.796150
3.188534 0.212365 -1.770233

1.916090 1.738691 1.314549
-0.763553 2.098251 1.005113
-3.147778 2.284205 0.625793
-2.031368 0.924964 2.390742
-0.740358 0.581278 2.971855
.285694 0.525700 1.921648

.088592 -0.000507 1.094607
.141700 -0.991278 1.252473
.505522 -1.913810 0.260071
.513941 -2.844809 0.473741
.196248 -2.863999 1.683116
.866392 -1.951111 2.679571
.852351 -1.032453 2.462027
-2.736702 0.186749 2.342427
-0.480667 1.315805 3.747075
-0.804648 -0.416195 3.430163

Cl 1.697104 -1.947042 -1.284285
H 3.755005 -3.551902 -0.316487

mImITOoOOoaoaooooazooomEmmD OO 000 no
NwWwd wNhNRE o
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Energ

[
[N

54
Energ

-4.
-3.
-4.
-3.
-2.
-5.
-4.
-4.
-3.

o -1
s -2
0 -2
Cc -3.
o -1.
F -4.
F -4.
F -3
c 2
c 3
C 4
c 3
c 2
H1
H 3
H 4
H 4
H 2
c -1
o -0
Cc -3
N -1
Cc -0
co
c1
c 2
c 3
C 4
C 5
C 5
c 3
H

C

H

C

H

H

H

H

C -4.
H -3
c -3
H -5
H -4
H -4
H -4
H -2
H -3
H

H

H

.870778
373385
386162
263780
579037
524309
227672
225182
647588
741254
.993061
.691964

4.988553 -3
4.399313 -1
2.600944 -0
2.

1
3
4
3
4
1.
0
1
2
3
1

.592562
.953050
.303749
466318
.397340
.653971
.124645
.555956
.318091
858286
.393777
.300058
.943904
.100371
.502968

1.841773
3.627943
3.231265
-0.863933
0.827227
1.283445
0.820701
2.360728
1.139086
0.314626
0.408035
1.887318
-1.333151
-1.040204
-1.356921

y: —4425.80894273

Cu 0.008866 0.459092 -0.629982
Cl -0.412154 0.497489 -2.753218
C 1.836971 1.040378 -0.979822

254815
.007788
.234608
.180106
.351172
.195567
.145317
.380034
321038

2
3
2
2
1.
2
3
3
1

.123367
.818294
.671810
.614958
055820
.228856
.204247
.114012
626069

.793769 -0.148179 -0.225897
.260323 -1.435991 0.423090
.962002 -1.171319 1.684048
577763 -1.911717 -0.761031
263795 -2.494071 0.401832
186976 -3.000593 -0.318386
462608 -0.926713 -0.857946
.054189 -2.150798 -1.947364
.149102 2.334102 -0.583955
.276631 2.942801 -1.132892
.076998 2.251950 -2.035245
.745168 0.951693 -2.414950
.615066 0.336449 -1.895084
.523277 2.855356 0.136843
.528526 3.960919 -0.840914
.965040 2.727008 -2.448254
.361313 0.414850 -3.133871
.345644 -0.674116 -2.195950
.714091 2.198569 1.050685
.688400 2.515745 0.434581
.068102 2.751512 0.656387
.647415 1.360197 2.115560
.407509 0.674064 2.427516
.459536 0.344376 1.261753
.567515 -0.029594 0.800850
.869939 -0.638667 0.938045
.116077 -1.957881 0.536524
.376168 -2.520251 0.698010
.399817 -1.764128 1.257366
.172922 -0.447517 1.651045
.916191 0.114411 1.483360

-2.482423 0.810435 2.309595
0.446794 1.487653 3.399206
-0.699531 -0.282286 2.887954
1 1.840479 -2.884588 -0.181028
4.543320 -3.547476 0.382327
6.385295 -2.208780 1.381294
5.977793 0.142780 2.083108
3.721322 1.149085 1.763976

1.374789
0.936473
-0.860266
1.050995
1.128020
2.466218
-1.161388
-1.382439
-1.181725

1.351279 0.934321 3.681195
0.741109 2.434760 2.930292
-0.132825 1.707624 4.302554

y: —4425.86445047

Cu 0.249016 -1.411314 -1.893318
Cl 1.017789 -3.419317 -2.390224
C 2.014116 0.429925 -0.583625
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[

.242875
.762425
.328914
.876276
.399206
.159450
.306884
.285813

.668876
.766019
.227529
.598387
.499799
.371763
.248409
.081604
.962013
.987205

-1.
-1.
-2.
-3.
-1.
-3.
-4.
-3.

741450
930714
014048
619509
045738
919292
494685
638235

-0.102521
-0.020435
-1.372303
0.692367
0.938415
0.836150
-0.107057
1.874231

-0.434471 -1.470015
-1.179845 -1.044502
-1.050582 0.257925
-0.166624 1.135739
0.570958 0.720118
-0.469112 -2.519891
-1.864650 -1.738785
-1.635237 0.594274
-0.063758 2.156638
1.238997 1.412246

-1.137708 -0.651891 -4.064743
0.025687 -0.987991 -3.711493
-1.335113 -5.286755
0.217248 -3.380600
0.825191 -2.106328
0.418569 -1.623669

-1
-1
-1
-0

0.773956 1.120871 -0.

-0.325367 3.098632 0.
-0.388997 4.464323 0.
0.531653 5.322376 -0.
1.523664 4.816752 -0.
1.581560 3.453851 -1.

.720005
.874367
.504971
.169190

997739
692107
162034
426365
160161
996878
248579

-2.834263 0.345189 -3.675402
-1.505868 1.920700 -2.231891
-2.284951 0.573143 -1.370687
1 -1.455295 2.041100 0.967347
-1.155854 4.838707 1.100943
0.479055 6.389413 0.047643
2.254191 5.484420 -1.448994
2.359565 3.043435 -1.892443

-2.
-0.
-2.
-2.
-1.
-2.
-1.
-0.

938036
632761
116391
524402
248675
878576
027892
313913

-0.
-1.
-2.
-3.
-3.
-2.
-2.
-0.

615886
454419
736002
312232
270459
679960
021084
468546

-5.857895
-6.354536
-4.788242
-5.629679
-4.378903
-3.998957
-7.207533
-6.719871

0.243790 -1.981784 -5.963329
-3.259445 -1.130914 -6.771788
-3.801792 -0.637552 -5.176462
-2.718119 0.426768 -6.127364

TS,

54
Energ
Cu O
Cl 2

Cc -0.
-0.
-1.
-1.
-1.
-3.
-2.
-0.

-1

azooqQqErmmmT Q""" 0 00 no

2
2
4
2
0

-0.
-0.
-0.
-1.
-0. . .
0.325939 0.199521 2.328429

0.304616 1.143012 4.588599

-0.557985 3.443921 4.981144
-1.389202 4.787390 3.060280
-1.352754 3.846780 0.781096
.823455
.127270
.300311
.191166
.779356

y: -4425.83380529
-1.077513 0.653312
-2.317978 0.465988
1.961467 1.381236

.877608
.693910
492972
846922
873977
689267
345731
202554
213919
148123
.282448
030224
049388
535453
003323
985842

-1.
-2.
-1.
-3.

1
1
3.
3
3

686640
110869
414379
831564
.220837
.391679
.820488
.540540

.216967
. 746239

032106

.782398

252614

o
S
o]
C
o]
F
F
F
C
C
C
C
C
H
H
H
H
H
C
o
C
N
C
C
C
C 0.649646 2.569385 -0.
C
C
C
C
C
H
H
H
C
H
H
H
H
C
C
C
H
H
H
H
H
H
H
H
H

2
3
3.
2
1

1.142500
0.098709
-1.176547
-0.260452
0.665293
-1.089341
-0.838211
0.852570
.474805
.755133
973885
.899262
616955

0.579185 -0.692915
0.662544 0.354559

0.897641 -0.669781
0.316359 -1.837905
-0.038755 -1.740477
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C 0.324046 0.433709 -0.400427

Cc -0.
c -1.
Cc -2.
Cc -3.
Cc -2.
c -1.
c -0
H 2.

jasii==iiesjifaniite e i aniile = SO I @ I @ N =i«
B OTWs O Do OO

React
react

33
Energ

C -4.
-4.

-4

I
NS}

a=jac =l O NONONONONO NN "N oMo M=~ oNe]

OB NN B DNDNDO

-2.
-2.
-1.
-0.
-2.

459085
343588
738266
531721
942170
558400
.772399

1.442934
2.055190
1.930688
2.545656
3.297681
3.441362
2.821730

0.008009

-1.018940
-0.983496
-1.947712
-2.955734
-3.003988
-2.041646

720173 0.056769 -2.661013
H 0.193226 0.466390 -2.519070
H 0.643809 -1.121629 -1.878784
Cl -3.507059 0.998105 0.257514
H -4.611074 2.420516 -1.899495
H -3.569962 3.774282 -3.706093

.878522
.915367
.339342
.703352

ion 17

ant

y: -324
055778
630724
.827231
701999
211136
932628
505977
243321
.184063

.679996
.077709
.695907
.055786
.821249
.201358
.844656
.094765
.531301
.887434

.940136 -
.664217 0
.020583 -
.380662 -
.204382 -
1.045022

.669933 -

-1.093459 4.040393 -3.784299
.312711
.843533
.054483
.429986
.131101
.870483
.800805
.488419
.057490

2.056793
.737766
1.669364
1.045964
1.564646
-1.477270
2.715120
1.008596

.579874 -2.060256

.016372 -
.900552 0
.303959 1

2

0

0

2

0
0.250647 -
2

2

3

0

1
-0.380462

3.80254809
0.001900
-0.040678
-0.106044
0.132390
0.197225
0.230907
0.166270
-0.581673
1.164422

0.115992 -

0.045306 -

-1.192575

-1.254881

-0.093814

1.130223 0

1.217599 -

-2.098463

-2.218335

-0.132755

0.340548
.750507
.471094
1.042706

0.187079
-0.891160
1.506545

0.251928

1.131644

-0.978234

-0.705975
-1.651757

-1.506460

0.466119

0.188989

0.035844

0.306258

0.356884

.132259

0.138593

-0.006558

0.479671

0.567352

Br 5.234529 2.717236 0.198498
H 2.375225 2.183085 -0.312321
0.010918 2.754656

TomomDoDoDImIDTm T QQQQ

.
)

68
Energ

-3.
-5.
-5.
-4.
-3.
-3.
-6.

958186
875141
526697
588622
210531
443554
168583
.145796
.797354
.524208
.402655
.494580

y: —-684

1.007899

-1.466992
-0.069985
-0.793522

1.505328
1.495593
3.650442
2.816423

0.981415 2.811460

-1.569200
-1.572714
-2.289475

2.381854
0.597409
1.508190

0.916788 2.387494

2.000035
0.950538

4.42703129

1.533388
0.603279

Cu 0.709280 0.076271 -0.530779
Cl 1.348135 -0.478286 -2.542157
C 1.933174 1.522795 -0.738865

0 -0.
s -1
0 -2
Cc -2
0 -0.
F -3.

568814
.395940
.098595
.727090
736455
584687

-1.479071
-1.894988
-0.781086
-2.837163
-2.865444
-3.290971

-0.386256
0.802298
1.445081
-0.036642
1.667197
0.860655
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2
3.
4
3

ja=ji= i s iis i« i« i s O O NONONONONO N NN -NoNONONONO NGO NONO N B|
WU P OB BRDDWNNREREO

573564

.115611
.290818 1.
-1.048236 2.992396 2.
-0.173974 3.851714 2.
-2.526781 3.380337 2.
-0.750994 1.667534 2.
.613661 1.253522 2.429665
.103810 0.205654 1.512836
.810430
.704502
.236104
.156314
.518184
.975613
.078264
.284164
.761506
.224371
.187293
.702957

2
3
3.
2
1

-0.

-1

-3.

-4

-3.

-2
-1

2
4
4.
2
0

770533
.810101
104557
.075214
794284
.512443
.516459

.749163 -0.
.852923 -0.
713983 -0.
.464613 -0.
347243 -0.

1
0
0
0.
0
0

0.

.877140 -0.
.814154 -0.

581599 -0.

.350440 -0.
.375113 -1.
-1.457236 0.942626 2.
1.231386 2.155330 2.298859

-3.386342 -2.038414 -0.884428
-2.222087 -3.849292 -0.717423
1.352498
.203226

481304
359794
527829
819950
934987
126725
083930
064545
261845

.232447
.864343
.584603

227029

.150492
.442008

794380
332110
103005
436444
977385
197852
154824

H 0.789078 0.877714 3.450564
H 1.173386 -3.324722 0.663454

Br 2.557997 -5.825960 -0.158770

H 5.213880 -4.580954 -0.133017

H 6.040277 -2.295439
H 4.419189 -0.509683

jasfiyaciijaciicsjiesiiesile i« i e s e s« i« i« e e fi= s = O O N O NONO NO N NONQ]

H
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Energ

-3.
-2.
-2.
-3.
-4.
-5.
-2.
-1.
-2.
-4.
-4.
-6.
-5.
-5.
-2.
-0.
-2.
-3.
-4.
-3.
-3.
-2.
-2.
-3.
-2.
-2.

487953
764955
750218
293565
510844
566688
095284
127115
005890
751169
379219
533048
285649
675328
738773
994038
197071
353789
521006
383104
788936
078273
569452
795704
624055
073115

y: —-6536.90564691

0.390311

1.029044
2.205347 2.203755
4.373176 3.205259
4.080584 0.722717
1.138508 -1.028514
0.722748 -1.665900
0.693253 -0.593263
0.875961 -1.535188
1.214486 -0.867868
0.207742 -2.868416
1.439837 -2.464004
-0.269105 -2.114097
0.396197 -1.016350
-0.026996 0.185230
1.681012 -0.129368
0.609967 -3.576370
0.319454 -3.262805
-0.866118 -2.743789
1.673917 3.156777
2.581722 2.185862
1.484997 1.381916
4.435754 0.653515
4.941455 0.620129
3.390678 -0.112175
4.752243 3.160665
3.894223 4.184724
5.220125 3.135149

Cu -0.012344 0.126536 0.002532
Cl 0.008239 0.308540 2.126048
C 1.852274 0.202019 0.315753

mImaooQQ Q"m0 00 no
I
N

.034423
.046230
.713557
.049062
.673757
.088609
.277092
.508628

.616169
.999800
.560009
. 747006
.360493
.166450
.636608

0
1
1
2
2
3.
2
2
-0
-0

.317961
.695307
.790159
.669374
.242455
929237
.178682
.605085
.942432
. 784552

-0
-0
-2
0.
-0
-0
0.
1.
0.
0.

.276960
.900929
.184915
286006
. 796458
.114315
326261
489036
426961
325964

0.478917 0.152803
1.605497 0.082915
1.481150 0.189179
-1.927170 0.560780
-1.665573 0.391330
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5.641372 0.587040 0.089041
4.182513 2.596377 -0.035683
1.711084 2.355154 0.168766
-0.443107 -3.203958 0.692425
0.620399 -3.533785 0.179203
-0.803347 -3.585082 2.125913
-1.383964 -2.540116 -0.045462
-1.107498 -2.229285 -1.427566
-0.135940 -1.137395 -1.642405
0.591812 -0.334123 -2.223062
1.534250 0.513810 -2.866538
1.162394 1.800328 -3.285141
2.117785 2.599856 -3.891434
3.420092 2.148473 -4.090447
3.776032 0.867285 -3.679757
2.840864 0.045723 -3.069008
-2.168418 -2.075958 0.394818
-0.706367 -3.125935 -1.917351
-2.048074 -1.949238 -1.915367
0.150242 2.159729 -3.111703

r 1.648196 4.339949 -4.462021
4.147598 2.801514 -4.567669
4.793396 0.514497 -3.835163
3.106438 -0.952409 -2.726507
-2.022017 -2.845815 2.671598
-1.089840 -5.091422 2.092863
0.413731 -3.314463 3.009653
-1.316777 -5.448639 3.106875
-1.953132 -5.319600 1.451351
-0.221569 -5.644580 1.714163
0.216380 -3.666728 4.031385
1.295692 -3.839009 2.624020
0.640226 -2.240233 3.056068
-2.181859 -3.132653 3.719433
-1.886986 -1.754839 2.647985
-2.942386 -3.107257 2.128870

IIDoDoDoDD DD DO @DomoDnmEITZooooooooozoonmmm

TS

54
Energy: -6536.88407140

Cu 0.675341 0.922661 0.761571
Cl 1.556078 1.207750 2.686101
0.442135 2.785390 0.733216
0.463701 -1.031628 0.939008
0.587107 -2.260228 0.079667
1.957830 -2.762202 -0.015960
-0.328558 -3.467788 1.111613
-0.165618 -2.197454 -1.175835
-0.342225 -4.639068 0.493620
0.250744 -3.601200 2.290572
-1.576059 -3.048764 1.276999
1.335291 3.604613 0.066568
1.040794 4.965659 -0.017573
-0.113156 5.476066 0.570441
-0.980230 4.629519 1.253560
-0.702445 3.266096 1.346932
2.234284 3.196818 -0.391354
1.724106 5.627064 -0.548671
-0.331239 6.540601 0.505009
-1.875660 5.025526 1.730245
-1.371039 2.602791 1.895408
135765 -0.203637 -1.237752
.533313 0.803019 -0.807020
.440676 -0.674721 -0.637710
617926 -0.776475 -2.339152
.426317 -0.134600 -2.870047
718791 0.574607 -1.794936
0.200284 0.896868 -0.997853
-1.652534 1.051371 -1.020131
-2.485546 -0.011889 -0.662162
-3.858919 0.188005 -0.671701
-4.419628 1.409293 -1.026614
-3.576418 2.458586 -1.377512
-2.197580 2.291021 -1.369015
2.824218 -1.742420 -2.563522
1.701329 0.550650 -3.685039
0.738323 -0.901720 -3.249356
-2.064008 -0.979434 -0.401469
Br -4.993367 -1.248231 -0.187586
H -5.499969 1.533237 -1.024954
H -4.001533 3.421001 -1.655948

ja=jaciieciiic O NONONONONONONONO - No oo il o NoNONONO N N N NoNoNo N  NoNe]
I O NN W
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-1.533353 3.115847 -1.623656
.319750 -0.674937 0.886009
.854347 -2.052389 -1.146137
.479859 0.370020 -1.076667
.458161 0.094454 -0.661420
.574981 0.411563 -2.171156
.218593 1.369154 -0.707327
.804061 -2.333324 -0.673463
.110853 -2.814906 -0.883268
.027041 -2.057505 -2.232852
.287530 -0.960517 1.319420
.046517 0.315276 1.270336
.560725 -1.391489 1.221219

Do DD mm QOO T
W s U1 U1 01U 01 oY U1 s

]

TSar

54
Energy: -6536.89528296
Cu -0.765866 0.935053 -0.505583
Cl -1.320967 1.152807 -2.587480
0.521996 2.382383 -0.659449
-1.892660 -0.667349 -0.314841
-1.393738 -2.041037 0.073301
-1.918656 -2.458988 1.376275
-2.287721 -3.052099 -1.167838
0.029526 -2.230989 -0.183956
-2.018199 -4.332014 -0.968107
-3.593580 -2.854604 -1.035455
-1.911660 -2.703890 -2.382600
.190327 3.559089 -0.002256
790499 4.746012 -0.421682
.715528 4.734584 -1.459574
044215 3.536946 -2.093898
.445722 2.348327 -1.698811
-0.531894 3.553441 0.810914
0.532534 5.679048 0.076229
2.187161 5.662916 -1.776620
2.760130 3.526738 -2.913616
1.692263 1.410159 -2.192471

=N R oo

-3.027176 1.098021 1.317208
-2.376545 2.017226 0.799798
-4.476000 0.853936 0.953706
-2.455885 0.298585 2.252717
-1.037346 0.416668 2.530948

.175009 0.682789 1.346063

.932463 0.921999 0.800236
.357950 0.694181 0.694178
.798600 -0.613102 0.459678
.166631 -0.850019 0.416224
.085400 0.176570 0.601994
.629113 1.473136 0.829350
.269411 1.741306 0.866684
-2.823690 -0.646396 2.333122
-0.766482 1.492743 3.580294
-0.725262 -0.568099 2.912612
2.074073 -1.413715 0.309045
r 4.792779 -2.605767 0.101261
6.150736 -0.039704 0.565104
5.346954 2.277905 0.973345
2.900520 2.753492 1.026501
-5.065228 -0.434534 1.512672
-5.007577 1.710542 1.405375
-4.653816 0.935588 -0.561436
-6.120396 -0.510284 1.224058
-4.555133 -1.318363 1.101676
-5.024471 -0.480479 2.609018
-5.722068 0.911683 -0.809765
-4.218203 1.853407 -0.969399
-4.162504 0.086249 -1.053126
H 0.302702 1.550197 3.815514
H -1.101733 2.468843 3.212122
H -1.320705 1.254733 4.494953

ImoDoDoDIDQIDQDDDomoDToDODOo0000azoooEmmmmT Qa0 00 noAa
Wb kNN o
o
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54
Energy: -6536.94878995
Cu 1.621913 -0.104063 0.642991
Cl 3.681465 -0.787796 1.032296
C -0.555451 -1.142989 2.187530
0 1.099675 -1.572618 -0.404957
S 0.939245 -1.127673 -1.862805
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o
C
o]
F
F
F
C
C
C
C
C
H
H
H
H
H
C
o
C
N
C
C
C
C
C
C
C
C
C
H
H
H
H

1.675861 0.117200 -2.102518
1.872487 -2.456342 -2.719612
-0.435265 -1.206113 -2.333233
1.831123 -2.216414 -4.021592
.123574 -2.462648 -2.311118
.310022 -3.624877 -2.469127
.620677 -0.961725 2.927929
.157077 -2.011857 3.668664
.513793 -3.241641 3.693084
-0.676182 -3.418170 2.986434
-1.209542 -2.378100 2.239261
1.078427 0.026998 2.992169
2.083607 -1.860023 4.218394
0.934086 -4.066021 4.265865
-1.183084 -4.381300 3.007720
-2.121009 -2.524935 1.660896
1.878390 2.545194 0.287581
2.056720 1.643744 1.151865
3.015198 3.520630 0.052719
0.779366 2.622993 -0.453820
-0.334760 1.677641 -0.438060
-0.152585 0.564460 0.522085
-1.040373 -0.069522 1.292865

or or w

-2.490971 0.227749 1.251893
-3.157327 0.316376 0.025636
-4.516396 0.604881 0.008653
-5.230909 0.797542 1.184426
-4.566347 0.685721 2.402902
-3.208950 0.396694 2.440928

0.760420 3.322765 -1.185115

-1.247416 2.227844 -0.155637
-0.465469 1.311039 -1.467065
-2.625708 0.113458 -0.904173

Br -5.415912 0.725492 -1.653559

H -6.294382 1.021436 1.144115
H -5.119006 0.826314 3.329975
H -2.689462 0.304819 3.394020
C 2.580784 4.789007 -0.675353
C 3.652822 3.877935 1.394917
C 4.018677 2.731019 -0.806468
H 4.893035 3.364328 -1.008655
H 4.352277 1.820771 -0.290264
H 3.575757 2.431885 -1.766668
H 4.526877 4.517740 1.217604
H 2.954906 4.427445 2.041268
H 3.983106 2.977731 1.924170
H 3.438033 5.469977 -0.746489
H 2.258653 4.597069 -1.709879
H 1.780340 5.321345 -0.142637
TS
54

Energy: -6536.92022691
Cu -1.710257 1.036544 0.101338
Cl -3.420346 1.740371 -1.090361

C

o
S
o
C
o
F
F
F
C
C
C
C
C
H
H
H
H
H
C
o
C
N
C
C
C

0.114079 -1.194059 1.988084
-0.330263 2.014316 0.968127
0.861857 2.315466 0.069116

.666327 1.785186 -1.282161
.702347 4.133187 -0.106323
.133319 2.069721 0.731299

1.672971 4.585440 -0.884629
-0.468135 4.420528 -0.653508
0.785853 4.711574 1.080150

-0.835391 -0.467047 2.722324
-0.877157 -0.543641 4.103588

N oo

0.031150 -1.347663 4.788375
0.981753 -2.071733 4.076853
1.025091 -1.996141 2.691593
-1.531958 0.183217 2.201812
-1.615431 0.039662 4.650048
0.001923 -1.401400 5.875126
1.699594 -2.698226 4.602909
1.772126 -2.569217 2.145876

-3.109486 -1.338141 -0.794994
-2.620445 -0.930334 0.292921

-4.514903 -1.892910 -0.842320
-2.317785 -1.367943 -1.866351
-1.011717 -0.730393 -1.746339
-0.735629 -0.578635 -0.287494
0.156003 -1.164709 0.523969
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1.321388 -1.792379 -0.171498
2.546338 -1.125763 -0.233708
3.615483 -1.755580 -0.859828
3.489238 -3.021920 -1.421420
2.262690 -3.674291 -1.355011
1.178890 -3.063630 -0.733849
-2.722247 -1.497417 -2.785209
-0.235487 -1.369534 -2.187795
-1.006432 0.233430 -2.275092
H 2.654993 -0.126621 0.192571
Br 5.283677 -0.870297 -0.956501
H 4.344952 -3.487509 -1.904965
H 2.156649 -4.668227 -1.785846
H 0.215888 -3.572205 -0.669140
-5.385272 -1.121760 0.149074
-5.105992 -1.785728 -2.246345
-4.407724 -3.364643 -0.418205
-6.150074 -2.121650 -2.221703
-5.096546 -0.747566 -2.605650
-4.589985 -2.430370 -2.973650
-5.411035 -3.810407 -0.407885
-3.784213 -3.942603 -1.114431
-3.982273 -3.455058 0.589387
-6.404691 -1.527964 0.121707
-5.002290 -1.216873 1.171366
-5.418833 -0.054543 -0.104726

ja=ji=cji=:HoNONONONONS]

js=ipaniiyaniiaciie sjie s i« i« s @ N @ @)

Reaction 18
reactant

33
Energy: -3243.80295309
C -4.056815 0.001726 0.186790
-4.633469 -0.027801 -0.891044
-4.828501 -0.098022 1.506773
-2.701123 0.108906 0.250252
-2.207062 0.156678 1.129252
-1.931621 0.193849 -0.981132
-0.504752 0.142207 -0.707523
-2.235897 -0.629420 -1.644809
-2.190358 1.118447 -1.521147
0.681562 0.100181 -0.466560
.079152 0.042216 -0.188283
.711409 -1.192500 0.015850
.069977 -1.255483 0.288555
.803498 -0.076120 0.357441
.201072 1.161161 0.157913
.841733 1.216361 -0.113665
.122838 -2.106043 -0.043271
.562199 -2.212236 0.446618
r 6.657638 -0.157164 0.729678
4.794461 2.070700 0.215550
2.354825 2.176607 -0.272815
-3.957665 0.012625 2.754211
-5.867004 1.024586 1.505442
-5.539345 -1.453141 1.497269
-4.588578 -0.058291 3.650515
-3.219472 -0.800352 2.818491
-3.431575 0.977128 2.807411
-6.180681 -1.549907 2.384550
-6.160800 -1.553875 0.600098
-4.816835 -2.281670 1.508857
-6.517080 0.938810 2.387399
-5.386199 2.012706 1.533760
-6.486511 0.972622 0.603144

BN RS SN N

mIDIDoDoDoDDIEDIDooQoaDnDwoDnoDmoooaooaooaomzaoam=zao0o
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68

Energy: —-6844.42917277

Cu 0.706289 0.091480 -0.529971
Cl 1.336841 -0.483210 -2.539651
C 1.938116 1.531583 -0.727178
-0.579967 -1.458492 -0.381126
-1.417802 -1.883723 0.795469
-2.142538 -0.780222 1.431661
-2.723982 -2.840241 -0.065410
-0.761159 -2.850304 1.667779
-3.604731 -3.285214 0.813971
-3.361378 -2.056088 -0.942080
-2.197595 -3.860823 -0.718355

T O QO o
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1
2
3.
4
3

mTEmIEIEDITDTOOQOOOO0O0000z2z00000000
WU P OB BRDdWNNREREO

.368769
.226375

592829

.123422
.291404
-1.050674 2.996884 2.
-0.169320 3.849654 2.
-2.525255 3.396534 2.
-0.764596 1.667874 2.
.594119
.093232
.812756
.699953
.230774
.127304
.484794
.970912
.076251
.304101
.793856
.249498
.191478
.694329
-1.477354 0.950354 2.

2
3
3.
2
1

.759376 -0.
.858760 -0.
714078 -0.
.463407 -0.
.350027 -0.

451810
341448
535461
842270
946375
134023
110655
058644
252898

1.241187 2.434951
0.210286 1.502255

-0.
-1.
-3.

-4

-3.

-2
-1

763260
805107
103145
.095874
796007
.519082
.521981

1
0
0
0.
0
0

0.

2.891619 -0.
4.821125 -0.
4.578116 -0.
2.344922 -1.
0.377372 -1.

.238227
.874913
.607715

250407

.169752
.441925

789718
281136
073196
452291
019922
221382
140841

H 1.218800 2.141771 2.333187
H 0.749153 0.843423 3.450669
H 1.166082 -3.310279 0.695897
H 2.780168 -5.103531 0.036330

Br 5.701464 -5.154850 -0.312488

H 6.037195 -2.317223
H 4.428539 -0.515463

janfiyaciiaciiecjiesie it ciifaciiajila s e s i« it i« e e = = O HONONO N NONONONQ]
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Energ

-3.
-2.
-2.
-3.
-4.
-5.
-2.
-1.
-2.
-4.
-4.
-6.
-5.
-5.
-2.
-0.
-2.
-3.
-4.
-3.
-3.
-2.
-2.
-3.
-2.
-2.

495337
767135
730649
288715
507217
531978
091411
121443
003545
793481
353873
492389
192079
680514
749828
996983
174193
374141
525749
386064
765803
051165
546724
794341
640058
067960

y: —-6536.90764805

2.

4
4
1
0
0
0
1
0

1.

228396
.395590
.093366
.141104
.698930
.600180
.898496
.246006
.239545
429062

0
1
2.
3
0

-1

-0.
-2.
-2.
-0.274250 -2.128966

.378443
.009961

193227

.192847
.711983
1.
-1.
-0.

031542
648615
549831
.550520
890703
888729
419205

0.258705 -0.952598
-0.114235 0.210686
1.574048 -0.068295
0.632967 -3.587630
0.370999 -3.290627

-0.838369 -2.768133

1. .150286

2
1
4
4
3
4
3
5

701034
611029
503107
456185
948808

3
2.
1
0

0.
-0

162393

.376262
.631454

612972
.118616

782541 3.136017
919814 4.175714
236740 3.126466

.399285

Cu -0.011562 0.115736 0.003350
Cl 0.003376 0.317883 2.125231
C 1.853587 0.188717 0.311912

mImIEmT OO 000 no

BT NN WS BN

.031182
.038155
.698199
.049121
.667471
.084515
.277983
.518054

.617574
.001470
.562028
. 749015
.362384
.168063
.638216
.643348
.184987

0
1
1
2
2
3.
2
2
-0
-0

.695551
.792589
.668701
.244665
929318
.179599
.603591
.954788

-0
-2
0.
-0
-0
0.
1.
0.

.318099 -0.288339

.910880
.199052
269794
.799704
.130142
300251
476710
431345

.797298 0.331009

0.464876 0.149767
1.590887 0.071219
1.466877 0.176872
-1.938858 0.570449
-1.677879 0.402639
0.572688 0.085355
2.580666 -0.055115

5100



1.712789 2.340562 0.150088
-0.444948 -3.204920 0.703689
0.620090 -3.540348 0.197399
-0.812796 -3.577658 2.137493
-1.380019 -2.541504 -0.041920
-1.095768 -2.237002 -1.423994
-0.126737 -1.141691 -1.637977
0.598513 -0.347927 -2.236851
1.530289 0.507632 -2.879298
1.155075 1.793972 -3.297914
2.092530 2.624817 -3.890407
3.394927 2.164890 -4.067141
3.781389 0.887093 -3.671807
2.845553 0.058400 -3.075914
-2.167973 -2.077293 0.391896
-0.688646 -3.135177 -1.905793
-2.034430 -1.962995 -1.918910
0.135428 2.134500 -3.129621
1.820632 3.626725 -4.212824

r 4.673368 3.304874 -4.863215
4.805544 0.555267 -3.823665
3.124997 -0.937842 -2.737896
-2.033687 -2.834550 2.672892
-1.099717 -5.084020 2.112082
0.400048 -3.302244 3.025639
0.197428 -3.648214 4.048494
1.283640 -3.829547 2.647588
0.626819 -2.227868 3.066664

jasiiyaciiaciicsjie e oite i« = N @ @ BN @ [t =iy == il ve J= s J« s i« i« 1« O HO NGO NONONO NONO MO I~ O IO I @ M=+

-1.331607 -5.435102 3.127116
-1.960003 -5.315804 1.467818
-0.229834 -5.639675 1.740842
-2.199115 -3.115638 3.721422
-1.897654 -1.743796 2.644243
-2.951504 -3.098277 2.126909
TS
54

Energy: -6536.88494708

Cu -0.576536 0.843804 -0.819272
Cl -1.426428 1.453363 -2.680578
C 0.338406 2.483915 -0.842954
-1.079709 -1.057386 -0.981562
-1.638003 -2.113445 -0.066593
-3.073296 -1.966602 0.178792
-1.456973 -3.590383 -1.137100
-0.807092 -2.394467 1.106133
-1.906861 -4.652442 -0.485903
-2.142698 -3.439339 -2.254822
-0.174562 -3.770004 -1.426842
-0.127970 3.575776 -0.133446
0.668558 4.720480 -0.091751
1.887615 4.757391 -0.762811
2.318072 3.650785 -1.487494
1.535304 2.497782 -1.539594
-1.081637 3.537690 0.389187
0.326566 5.587585 0.471858
2.499350 5.657225 -0.729525
3.262895 3.679182 -2.028112
1.862394 1.634910 -2.119673

-3.135970 0.754832 1.391724
-2.228189 1.430198 0.863902
-4.568721 0.826006 0.915173
-2.794906 0.057836 2.491800
-1.403357 0.172292 2.895958
-0.564522 0.532485 1.743609

0.347908 0.477514 0.879848
1.750831 0.085104 0.791362
2.122903 -1.189692 0.355084
3.468932 -1.521178 0.261715
4.433160 -0.578968 0.599059
4.076970 0.695047 1.025555
2.732370 1.027543 1.114851
-3.345698 -0.741031 2.781453
-1.306170 0.915184 3.701170
-1.046423 -0.802879 3.253893
H 1.356961 -1.921980 0.108701
H 3.768497 -2.512371 -0.070350
Br 6.266586 -1.035292 0.471945
H 4.845589 1.420701 1.280994
H 2.434379 2.027782 1.427830
C -4.593590 0.795344 -0.612483
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-5.433661 -0.290755 1.491517
-5.082978 2.186438 1.415263
-6.125243 2.313137 1.094177
-5.054846 2.251656 2.512308
-4.492362 3.011262 0.998007
-6.454364 -0.184634 1.102595
-5.061499 -1.278385 1.192967
-5.505814 -0.235007 2.588185
-5.629293 0.924246 -0.954229
-3.984147 1.599417 -1.042580
-4.214811 -0.160110 -0.993855

oo DD mmm T QQ

TSa:”

54
Energy: -6536.89693511

Cu -0.903616 0.841928 -0.500195
Cl -1.486398 1.189633 -2.557289
C 0.602239 2.060079 -0.672599
-2.262460 -0.572996 -0.296037
-1.966274 -2.015412 0.044715
-2.482562 -2.377641 1.367634
-3.065169 -2.851093 -1.162304
-0.605179 -2.419959 -0.291953
-2.971754 -4.161762 -1.004021
-4.319876 -2.473726 -0.950674
-2.710301 -2.526910 -2.390097
.494588 3.260197 0.016667
265672 4.342176 -0.407204
.135927 4.203344 -1.482605
.238111 2.983112 -2.150072
467579 1.899977 -1.750111
-0.187043 3.354220 0.858879
1.184610 5.292846 0.116866
2.742286 5.048611 -1.802851
2.910865 2.874732 -2.998678
1.537909 0.945681 -2.268737

NN P O

-3.043680 1.321722 1.403664
-2.274234 2.137210 0.875476
-4.524093 1.314941 1.089306
-2.574345 0.423028 2.305143
-1.146197 0.308905 2.531873
-0.295270 0.455630 1.317784

0.821401 0.522647 0.741147
2.181858 0.063325 0.575728
2.400437 -1.292481 0.305584
3.700886 -1.768709 0.193780
4.764233 -0.888892 0.357716
4.558437 0.463958 0.621444
3.262269 0.941682 0.719134
-3.086956 -0.451549 2.387092
-0.671511 1.308068 3.584733
-0.982159 -0.719660 2.889244
H 1.544672 -1.955455 0.176312
H 3.888658 -2.818059 -0.020026
Br 6.533474 -1.537433 0.213265
H 5.409254 1.129990 0.741991

H 3.076230 1.998784 0.905808
-5.290271 0.128836 1.659679
-4.898043 2.239557 1.564043
-4.735997 1.440827 -0.418567
-6.352662 0.221114 1.404412
-4.937064 -0.818965 1.226869
-5.223290 0.065170 2.753831
-5.801532 1.592680 -0.630529
-4.170799 2.280658 -0.835567
-4.404442 0.528729 -0.931457
H 0.400948 1.191564 3.779763

H -0.860956 2.331899 3.243489
H -1.223500 1.142515 4.516592

TOoOTmOOooao000azooo@mzD DOm0 00 no
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54
Energy: -6536.94937659
Cu 0.262358 -1.440755 -1.973893
Cl 0.890767 -3.505111 -2.423949
C 2.079868 0.388591 -0.710555
0 -0.127595 -1.728644 -0.158055
S -1.642352 -1.652711 0.055711
0 -2.351516 -1.870741 -1.208848
C -1.909652 -3.159926 1.069416
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-2.046038 -0.517587 0.873087
-3.201981 -3.247726 1.346286
-1.527281 -4.225830 0.399028
-1.224080 -3.064170 2.194253

2.695476 -0.466763 -1.634934
3.800612 -1.228424 -1.264741
4.312554 -1.126625 0.021738
3.726639 -0.250821 0.935847
2.619367 0.503073 0.574800
2.361409 -0.478572 -2.673945
4.251866 -1.903697 -1.988681
5.172729 -1.724973 0.315654
4.129739 -0.167340 1.943588
2.141524 1.162636 1.298287

-1.103187 -0.683202 -4.159477
0.044210 -1.056499 -3.791681
-1.699414 -1.363221 -5.376472
-1.817655 0.214418 -3.490421
-1.442233 0.840187 -2.224044
-0.120239 0.402250 -1.718791
0.825497 1.084744 -1.067462
0.633167 2.488111 -0.635828
-0.520205 2.861331 0.062074
-0.701866 4.176277 0.475781
0.278846 5.117656 0.189180
1.443585 4.765087 -0.486019
1.619137 3.448474 -0.887608
-2.763230 0.385145 -3.809051
-1.404874 1.931077 -2.377589
-2.246907 0.625291 -1.505373
-1.257374 2.100921 0.323967
4
6
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-1.591523 4.467196 1.029544
Br 0.035470 6.911413 0.742995

H 2.202765 5.516737 -0.689749

H 2.529988 3.156029 -1.409522
-2.868785 -0.595478 -5.985082
-0.604166 -1.567728 -6.422536
-2.176102 -2.728031 -4.847924
-2.610433 -3.301747 -5.677744
-1.341939 -3.299987 -4.419813
-2.940783 -2.611079 -4.067132
-1.016097 -2.134824 -7.267180
-0.227949 -0.610048 -6.807434
H 0.237320 -2.130148 -6.004094
H -3.200025 -1.113206 -6.893870
H -3.745045 -0.557588 -5.320503
H -2.590470 0.428286 -6.272064

js=ie=iaciaciile O NONQ]

TS

54
Energy: -6536.92177095
Cu -2.130695 0.264498 -0.117254
Cl -3.749896 -0.176984 -1.541094
0.234599 -0.419386 2.274931
-1.592101 1.924541 0.649463
-0.637638 2.714297 -0.235143
-0.335666 1.997948 -1.476591
-1.713305 4.110592 -0.738535
0.466889 3.293868 0.513902
-1.047137 4.900042 -1.566646
-2.788525 3.641561 -1.350927
-2.081461 4.802947 0.326707
-1.058556 -0.223095 2.782998
-1.284216 -0.151254 4.146491
-0.221808 -0.271027 5.039378
1.067434 -0.460416 4.553214
1.295458 -0.532398 3.185769
-1.891808 -0.100437 2.097622
-2.294997 0.013538 4.513991
-0.399333 -0.207514 6.111390
1.905055 -0.549260 5.24244¢6
2.308296 -0.683009 2.816905
-1.964460 -2.569648 -0.682228
-1.933944 -1.847303 0.350427
-2.863877 -3.783294 -0.741464
-1.105493 -2.297255 -1.663938
-0.342670 -1.059136 -1.558556
-0.420577 -0.619337 -0.134609
0.497581 -0.541745 0.838731
1.913123 -0.509308 0.361110
2.599926 0.702696 0.261459

ooz ooamzDonTm OO MmEE 000 no0N

5103



w s W

2.

-2

-2
-2
-1
-1
-4
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React

react

33
Energ

C -4.
4.
4.
-2.
-2.
-2.
-0.
-2.
-2.
0.589819
.946240
.988296
.313360
.627894
.614137
.290271
.730231
.104711
.665728
.844413
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68
Energ

-1

T O QO m o

-3.
-3.

-3.

-0.
-1.

-3.
-1.
-4.
-3.
-3.

.923620
.550597
.880567

557056

154470
188124
.095644
903110
650560
.305030
.719905
.160821
.855036
.805097
950345
.683604

ion 19

ant

0.716094 -0.164001
-0.481923 -0.486694
-1.697164 -0.394319
-1.704087 0.029080

-3.
.163252
.918247
.995345
-3.
.514157
-5.
-5.
.656022
.364819
-3.
.629721

-4
-4
-4
-4
-4
-4

-2

481387

325255

821352
155216

243186

y: —-3243.80354595
-0.353858 0.211310
-0.792130 -0.712745
0.153671 1.502338
-0.302828 0.127603
0.056013 0.876458
-0.775202 -1.072745
-0.624173 -0.900947
-1.824580 -1.262491
-0.211859 -1.947444

-0.444597 -0.631020

-0.216582 -0.273536

-0.563222 -1.146494

-0.343281 -0.802026

0.230038 0.426772

0.582959 1.310827

0.359984 0.959879

-1.010749 -2.104340

-0.620434 -1.495441

0.405269 0.703125

1.031562 2.274425
0.852325 2.189273
0.671655 2.542801
1.275951 1.104733
-1.015990 2.087331
1.015662 3.430576
-0.110803 2.879085
1.529085 2.171776
-0.685479 2.970346
-1.410962 1.345562
-1.833689 2.397334
1.616276 1.982246
2.139756 0.696936
0.925175 0.342367

037199
707925
688067
680785
104889
010727
576087
285336
371860

.934580
.699334
.648388
.481775
.247188
.002889
.118377
.046608
.185271
.815676
.215952
.104393
.353223

y: —6844.42182384
Cu 0.526109 -0.319894 -0.325732
Cl 1.149381 -1.231013 -2.229720
C 1.741900 1.118581 -0.686021

923044
821587
.935593
465031
681920
403754
752541
483278

-1.
-2.
.222901
-2.
-3.
-2.
-0.
-2.

-1

690729
167373

068672
577913
513066
797847
783643

-1.232647 -2.722174 -2.573854
0.709153 -1.239449 -1.816965
-0.742739 -0.304097 -2.250207
2.091870 1.637819 0.505837
4.464790 1.655239 -0.251495
r 6.352150 -0.464200 -1.066764
4.392497 -2.623231 -0.645774
2.016321 -2.648077 0.114612
-4.
-3.

0.019119

-2.184613
-0.049279
-2.183504
-2.724049
-2.739414
-0.038779
-0.576023
0.988897

-0.015583
1.069073

-0.427293

-0.037272
1.065746
2.183563
0.250935
1.389588
1.065598
-0.069036
-0.867914

C 1.209238 2.322404 -0.264301
C 2.023155 3.455645 -0.325377
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0.
0.
-0
-1
-1

1
1
1
0
0.
0
0
0

3.320814 3.366369 -0.811552
3.817158 2.139077 -1.239198
3.026444 0.989802 -1.177988
-1.005766 2.683311 2.322904
-0.076214 3.465266 2.491281
-2.430064 3.194006 2.092314
-0.823300 1.332864 2.314349
.445292 0.758181 2.654829
.066604 -0.137135
.939967 -0.974797
.046685 -1.779846
.948008 -3.174094
.074738 -3.911209
.304708 -3.276172
.426050 -1.901739
.305006 -1.158869
.201819 2.410719
.619090 4.397342
.948529 4.254451
.826383 2.061098
.408528 0.036261
-1.590195 0.676485 2.199952

.648357
.369503
.015457
.823676
487302
.352557
.554020
.879239
128521

043044

.858355
.641778
.533140

H 1.131905 1.599079 2.831790
H 0.365877 0.174280 3.584286

Br 1.291931 -4.015785 1.028661

H 3.982085 -4.
H 6.181331 -3.
H 6.393428 -1.
H 4.371033 -0.
-3.473620 2.
-2.778207 4.
-2.395382 4.
-3.194356 1.
-4.404870 1.
-5.507107 1.
-2.126342 0.
-1.201408 0.
-2.128820 -
-4.288983 1.
-4.593584 0.
-6.460169 1.
-5.611909 1.
-5.284566 3.
-2.583424 0.
-3.540259 1.
-4.462690 2.
-3.274596 1.
-3.372157 4.
-1.630547 4.
-2.180286 3.
-3.763609 4.
-2.819233 3.
-2.031240 4.

jasfiyaciijaciicjitc e uiifciifaciiajiia e s i« i« i« e e = s O HONONONO N NONONQ]

H
-

54

983680 0.334678
865964 0.090527
414839 0.455243
083558 1.035514
089789 1.957144
087592 3.284621
035425 0.813749

529739 -1.441856
364660 -2.192290
979086 -1.370089
760860 -1.636239
912314 -0.850822

0.209940 -2.769808

863325 -3.165346
298193 -2.368568
929029 -1.908801
439848 -0.420835
029545 -1.147857
216581 -3.670527

-1.105254 -0.532314 -2.976942
-2.704385 -1.099028 -2.481029

467856 2.861668
544385 1.801473
437395 1.096092
515885 0.655260
818501 0.889631
409701 -0.063339
549538 3.130954
508350 4.218008
880280 3.406134

Energy: -6536.90230045
Cu -0.010444 0.138851 0.011084

Cl 0.000438 0.

183995 2.148877

C 1.850441 0.122269 0.348429

.084992 -2.
.566402 -1.

aOmmmEmITOOQOOQQrE"HmO0 00 no

-2.012650 0.382063 -0.213894
-2.046198 1.815394 -0.705791
-2.929479 2.060040 -1.827806
-2.803982 2.725501 0.697813
-0.642955 2.282419 -0.767648
-2.921634 4.001117 0.364512
-4.002429 2.222697 0.947483
-2.052092 2.624781 1.778191
.573303 -1.052259 0.442100
.964818 -0.940574 0.445715

2

3 .
4.577474 0.310196 0.389366
3.807143 1.466416 0.327055
2.412856 1.385219 0.325077
2
4
5
4
1

026653 0.491292
846522 0.502854

.663513 0.382533 0.412257
.281480 2.446113 0.298529
.796170 2.283106 0.314833
0.547012 -3.217672 0.595249
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0.517983 -3.590592 0.115416
-0.993481 -3.634340 1.994489
-1.415503 -2.471684 -0.152004
-1.077174 -2.137185 -1.513056
-0.107253 -1.029712 -1.682969

0.635893 -0.281690 -2.320110
1.541559 0.563940 -3.003809
1.101907 1.564909 -3.892967
2.021761 2.370601 -4.549151
3.383175 2.192212 -4.324941
3.836589 1.201186 -3.457557
2.922446 0.387819 -2.810114

-2.197921 -1.989899 0.272952
-0.651564 -3.026972 -1.993854
-1.995909 -1.853084 -2.039812
r -0.728541 1.802599 -4.224095
1.665266 3.136412 -5.233678
4.095297 2.833818 -4.840871
4.901694 1.061787 -3.285342
3.255400 -0.393812 -2.129119
-2.192306 -2.848704 2.519317
-1.363118 -5.118773 1.882894
0.195395 -3.472516 2.940679
-0.065334 -3.860948 3.934764
1.064846 -4.025069 2.566181
0.475360 -2.415598 3.048609

jasiiyaciiyaciic e sie st ciias = @ N @ I @ i =iy == j=c = s Jve i« 1« s s O O NONONONO NONO N - o Ne}

-1.657265 -5.503687 2.869155
-2.207146 -5.269085 1.194437
-0.510960 -5.705810 1.518835
-2.413450 -3.167321 3.546705
-1.996647 -1.766999 2.546300
-3.101111 -3.035783 1.928501
TS
54

Energy: -6536.87919182

Cu 0.023467 -0.008454 -0.100912
Cl -0.029858 -0.199655 2.026850
-0.244951 1.826438 0.196149
-0.218024 -1.921849 -0.476042
0.767295 -3.056304 -0.542497
1.901365 -2.897877 0.368561
-0.252042 -4.415757 0.140703
1.098737 -3.468773 -1.908081
0.459895 -5.534269 0.141364
-0.618573 -4.130285 1.376729
-1.327539 -4.585125 -0.612701
0.795125 2.734089 0.091757
0.500537 4.093339 0.205380
-0.805053 4.516936 0.436331
-1.826863 3.581154 0.564717
-1.549702 2.219301 0.454585
1.813133 2.398045 -0.092420
1.304294 4.822390 0.110328
-1.024049 5.579263 0.529324
-2.847166 3.903957 0.766565
-2.344069 1.484836 0.581312
.273417 -0.664540 -0.811855
.358932 0.166595 -0.631602
.365602 -0.882779 0.210270
.329851 -1.229083 -2.028801
.276217 -0.864704 -2.960939
.228462 -0.066221 -2.291117
.060330 0.354147 -2.067391
1.152994 0.680299 -2.803951
-1.848980 -0.260196 -3.578598
-2.997081 0.096826 -4.275734
-3.459222 1.406378 -4.227314
-2.770326 2.358983 -3.483737
-1.635117 1.995715 -2.773491
3.820547 -2.104548 -2.164713
2.695841 -0.291226 -3.801517
1.793396 -1.778376 -3.340001
r -1.228585 -2.037516 -3.708010
-3.517010 -0.657799 -4.861423
-4.356745 1.680172 -4.778654
-3.118112 3.389400 -3.450725
-1.090389 2.735381 -2.190596
3.795348 -0.702930 1.615404
5.026999 -2.250135 0.063377
5.393600 0.226522 -0.072910

(O QI =lN: === Nlv =i s O NONONONONONONO NN~ o e QN li:- -l -HoNo NN NN N- o NoNo NN oo}
IO N W NDW
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54
Energ

1

W = wwN

-3.

.213293
.820440
.941843
.782126
.292653
.556692
.612299
.325422
.038772

0.145674 0.653162
0.139672 -1.081703
1.221636 0.032773
-2.366501 0.851303
-3.057082 0.171893
-2.356983 -0.895449
-0.786865 2.344471
0.281618 1.733166
-1.462936 1.836212

y: —-6536.89334638

Cu 0.104124 -0.586374 -0.628538
Cl 0.511899 -0.498822 -2.753107
C -1.681143 -1.288316 -0.991323

.865466
.308450
.028049
.602691
.294401
.175134
.522764
.064495

.901085
.984756
.833325
.594665
.510076
.239272
.164032
.686402
.248617
.315784

.943751
.931389
.321148
.841291
.567929

0
1
1
1
2.
3
1
2

.1
.4
.1
.9
4
.0
.0
.2
-2

-3.
-2.
-1.
-0.
-3.
4.
-3.
-0.

0.
2.
2.
2.
1.
0.

30545 -0.206211
00431 0.489863
01742 1.733336
56485 -0.684915
41503 0.520928
52524 -0.211722
08535 -0.816705
12908 -1.861268
.613482 -0.640093
280437 -1.209305
617387 -2.087985
284596 -2.421806
609184 -1.880241
114343 0.062387
322859 -0.951453
139419 -2.517659
767547 -3.121564
428963 -2.142383
292619 0.962387
642397 0.341865
751220 0.531749
501944 2.059653
900509 2.411328

.335343 -0.586513 1.269643
.468391 -0.271160 0.825392
.805317 0.253868 0.986527
.139080 1.563097 0.618665
.430852 2.038008 0.804386
.398955 1.205016 1.354628
.083491 -0.103048 1.713565

794746 -0.578623 1.521686

2.647154 -0.915339 2.269843
-0.221205 -1.793634 3.368065
H 0.810799 0.056506 2.898384
Br -1.825349 2.671576 -0.147108
H -4.670479 3.058378 0.514457

a@mnaoaoaoaoaoaoaooazooommm DO O QO no
|
S

jas

oD mm m i m mQm QT m
WN B0 W W

2.
3.
2.
2.
1.
2.
3.
3.
1.

-6.409816 1.582035 1.497402

-5.844319 -0.754603 2.137506
-3.531931 -1.605610 1.774092
.478272
.31799%4
.467596
.426214
.516349
.431404
.407815
.638179
.480699
-1.152789 -1.304718 3.679421
-0.465746 -2.741468 2.872710

105128 1.281503
833914 0.750017
578496 -0.979913
525258 0.924449
020671 1.102840
280905 2.364464
033496 -1.315249
047918 -1.518794
514446 -1.248974

H 0.383980 -2.006584 4.256198

I,

54
Energ

0 -0.
s -1.
0 -2.
Cc -1.
0 -2.
F -3.

y: —-6536.94868768

Cu 0.230675 -1.395642 -1.867752
Cl 0.977051 -3.421728 -2.324492
C 2.018028 0.445024 -0.582002

277831
787858
364502
851888
440362
126043

-1.
-1.
-1.
-3.
-1.
-4.

683295 -0.071824
935386 0.007806
935753 -1.342775
676929 0.590647
152126 1.041409
009428 0.746257
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F -1.292646 -4.478926 -0.288031
F -1.228196 -3.774862 1.751382
C 2.661904 -0.446950 -1.449182
C 3.748004 -1.198304 -1.006829
C 4.210707 -1.047348 0.292942
C 3.593544 -0.135869 1.150734
C 2.505181 0.607570 0.718730
H 2.366377 -0.498739 -2.498803
H 4.220946 -1.904609 -1.685927
H 5.056526 -1.636281 0.642451
H 3.958313 -0.015594 2.169321
H 2.001988 1.297001 1.396384
C -1.132955 -0.651657 -4.062004
O 0.020740 -1.004797 -3.694307
C -1.718433 -1.343454 -5.277673
N -1.858423 0.241781 -3.397578
C -1.490726 0.855656 -2.125654
C -0.159206 0.444593 -1.636486
C 0.787602 1.142473 -1.011818
C 0.664103 2.592166 -0.706704
C -0.274807 3.111929 0.192175
C -0.337314 4.477150 0.457022
C 0.545976 5.343464 -0.174398
C 1.500700 4.845682 -1.057526
C 1.559494 3.482580 -1.310394
H -2.812931 0.383945 -3.703191
H -1.487362 1.950375 -2.256329
H -2.273835 0.608061 -1.391859
Br -1.447482 1.949431 1.119932
H -1.073759 4.849191 1.165799
H 0.493404 6.410403 0.034230
H 2.201915 5.519528 -1.545667
H 2.309766 3.078678 -1.990363
C -2.919396 -0.612075 -5.869047
C -0.626145 -1.499990 -6.335356
C -2.143232 -2.728642 -4.758902
H -2.558350 -3.310733 -5.592776
H -1.287099 -3.272232 -4.337397
H -2.907669 -2.645890 -3.974059
H -1.025288 -2.074099 -7.181485
H -0.287422 -0.526251 -6.715014
H 0.238219 -2.035917 -5.928929
H -3.243754 -1.136132 -6.776739
H -3.788030 -0.607208 -5.193503
H -2.678914 0.421925 -6.153834
TS
54
Energy: -6536.92039952
Cu 0.673324 0.517411 0.711035
Cl 2.118026 1.810805 1.764815
C -1.647683 1.446789 1.252023
0.859546 -1.408105 0.969993
1.786481 -2.015401 -0.056175
2.257605 -0.995475 -1.008642
3.256747 -2.429272 0.955377
1.296638 -3.268916 -0.610885
4.184549 -2.965974 0.175138
3.734449 -1.334506 .516268
2.922155 -3.298033 .895743

1.792514 2.834949
-1.590977 3.501207
-1.254974 2.788957

-1.302406 0.734336
-2.021555 3.390379
-1.684976 4.584852
-1.089190 3.318308
-0.838673 0.850994
-1.222923 -0.353509
1.002634 1.684598 -1
0.373638 1.892684 -0
2.150364 2.572125 -2
0.594311 0.650888 -2
-0.415473 -0.178572
-0.682555 0.441678 -
-1.822668 0.668698 -
-3.152023 0.123389 -

1
1
1
2
3
-1.116199 1.408184 3.
2
0
2
4
4

.312133
.513219
.662881
612665
.409079
.402357
.552441
.599019
.504661
2.364942
.943403
.853759
.340243
.657034
-2.018022
0.686355
0.014774
0.355601

-4

ooz aooaExmommTm QR RO0O00no

-3.

-5.

425878
.711249
754357

-1.225105 -0.626834
-1.648634 -0.955104
-0.734500 -0.999827
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C
C
H
H
H
H
H
H
H
C
C
C
H
H
H
H
H
H
H
H
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30
Energ

Cc -4.
-4.
-4.
-2.
-2.
-1.
-0.
-2.
-2.
0.622924 -
2.007318 -
-3.
-5.
-5.
-4.
-3.
-3.
-6.
-6.
-5.

mTImITDonoQQE@DoDoDoDDDIDIToDoooooammOQEmE=z0ao0

65
Energ

-0.

340062
046796
.885646
.757028
.329152
.046786

.414974
.272213
.945908
.081401
.538916
.351152
.804610
.037125
.880020
.275607
.354107
.576154

2.07680
ion 20

ant

y: =993
118795
705282
885460
759005
253387
995940
567832
272461
290037

997583
737002
798382
625019
377508
343564
444899
429314
214266
.379697
.107440
.370639

.868473
.202804
.350532
.861841
.257005
.024515
.534694

1.930931 -1.738732
2.657490 -3.860544
3.961319 -1.736704
3.354791 -4.110332
1.694302 -4.318654
3.028478 -4.330071
4.590680 -2.002529
4.442774 -2.122722
3.908019 -0.643578
2.553846 -2.017376
1.883539 -0.642630
0.913219 -2.115781
5 -2.545555 -0.472093
.944134328

-5.515260 0.603581 -0.697531
-4.233764 1.017563 -0.370852
1.156235 0.285144 -3.416018
-1.
-0.

-0.185923 -2.616282
-1.208785 -1.935956
-2.703164 -1.156442
-1.072629 -1.253891
1.325629 -0.713696
2.061911 -0.123138

-0.047008 0.188139
0.009780 -0.883556
-0.101572 1.513708
-0.059157 0.239153
-0.108107 1.111519
-0.002100 -0.998462
-0.000151 -0.734823
-0.854738 -1.638132
0.895427 -1.564335
0.011055 -0.505648
0.000895 -0.242149
-0.189765 2.750824
1.167537 1.583869
-1.327250 1.449996
-0.229367 3.651549
-1.098250 2.751669
0.688432 2.855295
-1.363411 2.338070
-1.289115 0.554830
-2.257948 1.417801
1.142898 2.475128
2.066709 1.644440
1.253527 0.693823

-1.069201 -0.140882
-0.684546 0.134323
0.670117 0.241245
1.504901 0.006815
1.229395 0.444839
-1.386028 0.248544
-2.095621 -0.265183

y: —-4594.57402180

Cu 0.719605 0.159380 -0.540676
Cl 1.416806 -0.338490 -2.554791
C 1.865607 1.673174 -0.648261

488761
.322682
.046351
.631506

-1.459369 -0.416319
-1.877170 0.764402
-0.769506 1.393680
-2.852601 -0.071692
-2.835807 1.647274
-3.315504 0.826579
-2.080346 -0.931755
-3.863203 -0.738462
2.879570 -0.450948
4.027160 -0.332825
3.949518 -0.437922
2.718865 -0.664329
1.561060 -0.775690

-0.959244 3.020369 2.233472
-0.080909 3.864830 2.365726

[cNoNoNoNONONO N NN NoNeoNeoN N
I
N
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-2.425113 3.431169 2.066275
-0.677542 1.686116 2.210500

0.670425 1.231711 2.413397

1.151031 0.227092 1.438356

1.879342 -0.770343 1.252288
2.678029 -1.850688 0.922785
0.142516 2.951853 -0.353554
1.517859 4.976064 -0.130029
3.998280 4.849510 -0.345095
5.087141 2.650562 -0.765885
3.710644 0.603100 -0.987311

-1.393575 0.983761 2.039953
1.313508 2.123521 2.352280
0.798320 0.801190 3.419130

-1.166806 1.218580 -0.915479
-2.018169 0.181078 -2.909651
-4.812090 1.366500 -2.492218
-4.380841 -0.331868 -2.164568
-6.541562 0.246750 -1.031818
-5.263689 -0.139577 0.150460
-5.718046 1.553824 -0.144692
-2.724266 0.602313 -3.634487
-0.993361 0.271810 -3.277030
-2.239676 -0.887386 -2.794814

-3.413836 2.273175 2.159930
-2.734131 4.458200 3.156178
-2.535466 4.095381 0.690671
-3.330472 1.099785 -1.075770
-4.538900 0.650340 -1.703754
-5.580788 0.574957 -0.619096
-2.125825 0.855748 -1.580410

1

0
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-3.331808 1.740333 3.118109

-4.437677 2.668995 2.092684

-3.290489 1.548707 1.344092

-3.556068 4.475554 0.537586

-1.834544 4.936899 0.611100

-2.317341 3.374313 -0.109029
-3.748205 4.858240 3.015774

-2.686236 4.003580 4.155809

-2.017904 5.286519 3.124703

4.387839 -1.643419 0.556147

4.542494 -3.317455 0.244292

3.362802 -4.007795 0.399059

2.297673 -3.180312 0.786308

1.271008 -3.491136 0.971249

3.274356 -5.077772 0.237924

5.508271 -3.722971 -0.039445

I
51

Energy: -4287.05081086

Cu 0.025001 0.029780 0.082096
Cl 0.005404 0.457695 2.170567
C 1.897131 0.103825 0.301426

-1.961441 0.225800 -0.234722
-2.021399 1.523188 -1.013812
-2.673578 1.423105 -2.307135
-3.103901 2.556090 0.045947

0

1

1

2
-0.691984 2.162526 -0.962502
-3.240526 3.750161 -0.509124
-4.291353 1.982449 0.154396
-2.565132 2.685484 1.243771
2.669062 -1.019719 0.519728
4.054674 -0.857234 0.454520
4.612479 0.392727 0.200307
3.793897 1.501175 0.009312
2.405095 1.369944 0.073728
2.224726 -1.997615 0.708598
4.694587 -1.725360 0.605326
5.694732 0.505132 0.163478
4.226606 2.484036 -0.172220
1.752603 2.234961 -0.041868
-0.425827 -3.211649 0.823799
0.655730 -3.575035 0.375366
-0.845736 -3.505503 2.261507
-1.329324 -2.581224 0.013338
-0.973210 -2.304216 -1.356846
-0.026394 -1.175672 -1.540794
0.660922 -0.448165 -2.274946
1.488875 0.413066 -2.975230
-2.130274 -2.096015 0.397889
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Energ

-0.
-1.
-2.
-1.
0.340678 -3.187604 3.171175
0.101444 -3.469113 4.205853
1.230526 -3.743895 2.854360
0.576828 -2.114219 3.154824
409506 -5.
988775 -5.
270211 -5.
279124 -2.
925638 -1.
977589 -3.
.166787 0.014741 -3.
.408776 1.5
.279093 2.3
.179128 1.6
.189356 2.1
.248709 3.3
.381961 1.7

-1.
-1.
-0.
-2.
-1.
-2.

511775 -3
887896 -2
075308 -2
145364 -5

y: —-4287.0

.201903
.071231
.723081
.008434

302766
268150
589825
948181
636215
005217

36842 -
21976 -
84832 -
13559 -
21092 -
85974 -

2494491

2
2

4.
4.
3.
3.
.457365
.438205

4
4

Cu -0.612168 -0.304130
Cl -0.343833 -1.050774
C -2.278562 -1.183691 -0.927862
22736 -0.975232
68586 0.070467
90756 0.945008
04729 -1.003252
36984 0.704614
19722 -0.247153
03271 -1.642770

0.

TN WD 2w

o N O

0.

I LN WWBsB_EFENDWNDWN
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Energ

907730 0.9
.783591 1.5
.445530 0.5
.127430 2.2
.193116 2.7
.026290 2.8
.716807 1.2
.642521 3.0

.386239 -2.

.656096 -3.

777327 -2,

.635199 -1.

.372133 -0.

.504377 -3.

.761437 -4.

.764498 -2.

.506831 -0.

.263349 0.
.479223 -1.
.421312 -1.
.741128 -2.
.399762 -1.
.099155 -0.

221524 -0.
.911375 -2.
.976114 -2.
.511761 -4.
.395130 -4.
.359025 -4.
.641668 -4.
.860072 -2.
.127808 -1.
.925793 -2.
. 775431 -2.
.027015 -2.
.087745 -1.
.209134 1.
.698816 3.
.945950 3.
.960489 2.
.238014 2.
.093540 4.
.527548 3.

y: —-4287.0

3
1
1
3.
2
2

1.786566
1.914901
. 715435
.309401

.334588
.653517
.993949
770752
.636824
.152917
286673
027730
033650
436377
299634

-0.883804
-2.867511

60804 -1.886152
506955 -0.538178
081669 -0.499292
341032 -0.860531
019417 -1.268380
428695 -1.314265
084293 -0.268856
120534 -0.189099
799085 -0.833100
436984 -1.563106

605690 -1.640304

943283 1.287469

898867 0.630487

573286 0.746354

527628 2.571807

977999 2.919035

-0.556421 -0.419487 1.731488
-1.125700 0.347114 0.903742
-1.965206 1.511621 0.916754
2.231085 -1.147016 3.007787
-0.524674 -1.761098 3.374709

166726 3.649591
-0.723119
1.

191689
174853
089111
616449
394298
404351
645355
088238
524482
731331
455533
115920

3732147

548883

0.865161
0.481588
1.909949
0.
1
1
2

275667

.099690
.529671

590804

-1.133373
-1.316032
-0.835649
2.124609
1.443621
0.355069
0.043255
-0.765246
-0.211501
745257 1.880911
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Cu -0.148167 -0.597659 -0.549293
Cl 0.189880 -1.014778 -2.650943
C -2.048613 -0.991154 -0.708703
1.675057 0.134417 -0.337101
2.005831 1.520078 0.165890
2.687145 1.480309 1.463578
3.293296 1.994603 -1.050602
0.913390 2.473890 0.000497
3.758454 3.196610 -0.747238
4.287704 1.117778 -1.007466
2.777182 2.014544 -2.264321
-2.484208 -2.168589 -0.114005
-3.648701 -2.766646 -0.591516
-4.363768 -2.175446 -1.627188
-3.918235 -0.984166 -2.199243
-2.754274 -0.381827 -1.742640
-1.915790 -2.619375 0.696647
-3.997002 -3.694371 -0.141165
-5.278354 -2.641175 -1.989636
-4.472595 -0.524919 -3.015528
-2.398471 0.548268 -2.182223
.615429 -2.081804 1.202360
.569009 -2.459935 0.656054
.959419 -2.664730 0.821677
.577157 -1.141552 2.179760
.330846 -0.463212 2.478068
-0.512025 -0.142562 1.290771
-1.577746 0.353832 0.830053
-2.563986 1.371257 0.791486
2.408659 -0.567120 2.296449
-0.507176 -1.257574 3.477439
0.614660 0.507320 2.914437
.155255 -1.982336 1.471791
.905376 -3.707271 1.182069
.100304 -2.700094 -0.699702
.079190 -2.484174 1.160484
.235803 -0.932790 1.151760
.118905 -2.015066 2.568706
.999244 -3.266228 -0.973514
.231695 -3.168238 -1.174382
3.192746 -1.682923 -1.101920
-1.431500 -0.722526 3.725329
-0.765267 -2.236231 3.057767

o N O
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0.072525 -1.413305 4.394111
-4.269185 1.048140 0.979270
-4.615322 2.729633 0.861170
-3.493178 3.491126 0.672440
-2.311764 2.716304 0.629677
-1.301032 3.091149 0.478403
-3.514703 4.571858 0.568480
-5.641807 3.070331 0.945379
I
51

Energy: -4287.09025518

Cu 0.241650 -1.452147 -1.966082

Cl 0.822763 -3.544564 -2.343064

C 2.076922 0.372609 -0.724903
-0.175328 -1.679315 -0.149509
-1.696937 -1.646711 0.028302
-2.366358 -1.821199 -1.265282
-1.950193 -3.214349 0.947925
-2.144652 -0.562401 0.887629
-3.247208 -3.359742 1.176780
-1.510050 -4.224379 0.229025
.304068 -3.163593 2.099184
.690222 -0.498336 -1.635880
.775969 -1.277215 -1.244907
.268641 -1.178625 0.049356
.682821 -0.290144 0.951137
.594695 0.481190 0.569532
.369982 -0.509482 -2.679174
.227426 -1.963370 -1.958367
.113541 -1.790537 0.359328
.070006 -0.211132 1.965442
2.112563 1.149071 1.282443
-1.081492 -0.720648 -4.188550
0.051040 -1.113523 -3.796251
-1.670758 -1.407583 -5.405331
-1.786830 0.204544 -3.548102
-1.417546 0.849181 -2.288939

I
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C -0.109890 0.401546 -1.761280
C 0.837466 1.083797 -1.105825
C 0.634480 2.473591 -0.696051

DTmommmQQQOQImmm

jasi

H
H
H
C
C

-2.722808 0.389660 -3.886113
-1.358924 1.936807 -2.459796
-2.234955 0.659913 -1.576987

-2.825354 -0.635166 -6.035730
-0.565037 -1.631580 -6.436456
-2.166928 -2.762338 -4.869899
-2.593701 -3.341631 -5.699805
-1.344443 -3.336118 -4.422240
-2.942261 -2.629852 -4.102264
-0.971607 -2.203414 -7.280556
-0.176176 -0.680798 -6.825944
0.266704 -2.196741 -6.002641

-3.152651 -1.160540 -6.941586
-3.707756 -0.579914 -5.380542
-2.533054 0.381936 -6.332536
-0.479431 3.018619 -0.105318

-0.339177 4.401326 0.178680

C 0.879290 4.892083 -0.195784
S 1.883653 3.676131 -0.895084
H 1.252830 5.904968 -0.092185

H
H

-1
-1

TS,

51

.105919 5.003961 0.657521
.343442 2.414907 0.168116

Energy: -4287.06228511

Cu 0.052348 -1.326683 0.388596
Cl 0.837153 -3.299100 -0.199332
C 0.131501 1.930654 1.463545

mImooQunIm@DmoDnoDoDDDITDIoQQE DI oazaooommmm o000 no

-1.715396 -0.850117 0.917743

-2.644292 -0.563258 -0.253596
-1.954920 -0.705342 -1.538254
-3.771087 -2.005940 -0.157606
-3.464553 0.619427 -0.043330

-4.656553 -1.934296 -1.139812
-3.070935 -3.121787 -0.280421

-4.

404802 -2.010592 1.003630

0.237857 0.992711 2.501188
0.157312 1.386650 3.825840
-0.035498 2.728389 4.146791
-0.156324 3.668972 3.129232
-0.077753 3.275179 1.800672
0.357541 -0.060597 2.263567
0.231143 0.638729 4.612725

-0
-0
-0

0

I P WU wWwwumdh oo OR NI OOFENDBNDN

o .

.103876 3.036226 5.188613
.319828 4.717772 3.369827
.184393 4.015679 1.010119

.794187 -0.890128 -0.371612
.051724 -0.540235 0.587448
.163348 -1.472984 -0.106973
.381884 -0.627931 -1.608527
.027057 -0.115158 -1.773876
.560884 0.336674 -0.428964
.250524 1.550938 0.053699

.090579 2.532979 -0.999317

.853279 -1.048216 -2.399289
.031628 0.745104 -2.456971
.372518 -0.890950 -2.196554
.636612 -2.328343 -1.280292
.103785 -0.276280 0.095843
.106730 -2.319081 1.164012
.113433 -0.646151 0.317754
.159401 0.352734 -0.803283
.774117 0.346594 0.937079
.104553 -2.730344 1.364523
.800222 -1.718318 2.027712
.394399 -3.146544 1.053450
.593555 -2.796619 -1.018419
.920671 -3.131019 -1.504068
.819825 -1.736157 -2.189472

143576 3.554007 -1.701038

.020939 4.298269 -2.743030
-1.271870 3.789271 -2.553904
-1.314733 2.772707 -1.559963
-2.208108 2.224928 -1.259774
-2.142668 4.125334 -3.109745

H 0.290860 5.081200 -3.425757
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React
react

30
Energ

C -4.
-4.
-4.
-2.
-2.
-1.
-0.
-2.

-2

-4

DIImITOOnoQEDoDoDDEDDoDToDooOoooammoQm=o

H
a

65
Energ

Cl 1.396980 -0.434321 -2.519897

-5.
-5.

-3.
-3.
-6.
-6.
-5.

ion 21

ant

y: =993
082687
670627
848393
723084
217463
959009
531269
222029
.266218

959721
698391
762839
.586477
339774
305384
408939
394107
179897
.340283
.067597
.332768

.859272
.162772
.440849
.785185
.985406
.461799
.425082

.943068608
-0.035117 0.185732
0.029493 -0.884785
-0.102666 1.511454
-0.042927 0.236093
-0.101868 1.107800
0.025032 -1.000532
0.048294 -0.729815

-0.831430 -1.640780

0.918682 -1.565213

0.655905 0.074630 -0.490764
2.050348 0.086030 -0.215636
-3.

-0.204337 2.746968
1.166668 1.595216
-1.326470 1.436236
-0.253489 3.647715
-1.112862 2.737483
0.672526 2.860339
-1.370704 2.324258
-1.278698 0.541791
-2.257527 1.394429
1.134026 2.486816
2.064407 1.664063
1.262263 0.706667
-1.091939 -0.108604
-0.812593 0.161279
0.889835 0.291793
1.232051 -0.019102
-1.506319 0.291707
-2.095252 -0.233341
2.254113 -0.046587

y: —-4594.57135003
Cu 0.735001 0.125909 -0.514200

C 1.945743 1.583574 -0.693657

(SIS N S )

3

-4

-2
-1
-1

ooz @oDnoDnomoD Tz 0000000mM"AEO000no

-0.
-1.
-2.
-2.
-0.
-3.

-5.

522837
347041
070298
658446
678585
516962
.322357
.132865

1.356812
.200668
.574410
.126935
.307974
-1.061480 3.024108 2.
-0.200472 3.896738 2.
-2.545611 3.389620 2.
-0.745053 1.703949 2.
.625647 1.308282 2.426608
.116854 0.260659 1.508838
.831461
.675371
.285381
.752761
.219963
.201879

726490

490339
805432
771617
281508
.486645
549913
.075137
.117041
.966928

2
3
3.
2
1

1.446219 -0.372379

1.873695 0
0.772162 1

2.838137 -0.031209

2.835972 1
3.300856 0

2.055567 -0.889452
3.847957 -0.701983

.814636 -0.
.925419 -0.
787822 -0.
.532649 -0.
.409468 -0.

-0.724557 1.
-1.788589 0.
.939908 -0.
.893449 -0.
660794 -0.
.419574 -0.
430454 -1.

2
4
4.
2
0

2
4
4
1
0.
0
0
1
0

-1.440528 0.969068 2.
1.232093 2.216353 2.286475
0.807738 0.942904 3.449890
-3.
-2.
-2.
-3.

.201248 2.
.383305 3.
.081222 0.
.120165 -1.
685237 -1.
.636917 -0.
.885305 -1.
.245795 -0.
.217206 -2.

.813010
.453835

.681073
.861002

480237
377365
517086
761398
856725
122513
085608
050571
258309

268583
903945
351312
159554
440204
896157
084312
148968

188609
185710
704619
039192
685468
620734
542424
873157
874510
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-4.733693 1.399089 -2.484533
-4.335463 -0.303558 -2.134386
-6.508462 0.325696 -1.051394
-5.263500 -0.080037 0.158744
-5.677186 1.621897 -0.155702
-2.696798 0.612989 -3.589388
-0.952095 0.337703 -3.258847
-2.150611 -0.858177 -2.751458

H
H
H
H
H
H
H
H
H -3.353543 1.675046 3.144178
H -4.528675 2.562498 2.163611
H -3.370506 1.479541 1.370082
H -3.814713 4.421982 0.628604
H -2.110784 4.950700 0.602068
H -2.577020 3.390464 -0.126482
H -3.841235 4.747412 3.133268
H -2.663767 3.910188 4.167920
H -2.125196 5.239675 3.116614
C 4.041128 -1.608018 0.752455
S 4.817533 -3.056820 0.298392
C 3.312681 -3.925511 0.297694
C 2.262847 -3.137789 0.640388
H 1.228224 -3.460865 0.723923
H 3.305185 -4.978149 0.039376
H 4.597663 -0.690031 0.909023
I,
51

Energy: -4287.04935115

Cu 0.008485 0.074915 0.017625
Cl -0.022782 0.382265 2.126560
C 1.872863 0.131627 0.317975

.623146 .017944 0.464614

-1.994408 0.264946 -0.307079
-2.009623 1.610631 -0.999044
-2.637336 1.623740 -2.307408
-3.079197 2.616165 0.100979
-0.656872 2.195758 -0.879920
-3.138569 3.851546 -0.370070
-4.294943 2.094441 0.126460
-2.581334 2.634279 1.323229

-1

-0

2

4.010769 .877928 0.388560
4.589785 0.374999 0.202040
3.790788 1.508652 0.093370
2.400818 1.400771 0.168937
2.162398 -1.996656 0.605355
4.635466 -1.765039 0.483084
5.673396 0.469584 0.157365
4.240592 2.492081 -0.034376
1.763161 2.282038 0.113818
-0.442232 -3.229024 0.752713
0.627240 -3.598852 0.280659
-0.845294 -3.550505 2.189403
-1.346968 -2.567464 -0.030387
-1.018956 -2.288412 -1.408041
-0.065138 -1.175357 -1.610541
0.651755 -0.396582 -2.243165
1.529780 0.490315 -2.893680
-2.139494 -2.083795 0.373055
-0.578371 -3.190058 -1.851704
-1.943710 -2.042921 -1.943050
-2.071568 -2.780944 2.672567
-1.141424 -5.054814 2.211569
0.351143 -3.248994 3.091647
0.125080 -3.553416 4.122775
1.238309 -3.796294 2.752343
0.584740 -2.175084 3.095641
-1.393798 -5.369047 3.233783
-1.991641 -5.303712 1.560306
-0.268839 -5.628162 1.875332
-2.263741 -3.028263 3.725080
-1.925239 -1.692532 2.614518
-2.978719 -3.053764 2.113350
.188541 -3.098260

mImITOoOQunaoaD@DoDnoDoDDIDDoDooQoaEDoDToTooooaazooammononmmooaamas0o00no

2.861852 0

3.681453 1.470634 -3.870620
2.236016 2.432594 -3.931019
1.173327 1.790938 -3.381701
0.171450 2.200855 -3.289156
2.267685 3.419668 -4.377652
3.379539 -0.714883 -2.794149

TS:"
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51
Energ

Cu -0.532572 -0.342772 -0.845751
Cl -0.226416 -1.067367 -2.833899

y: -4287.

02598798

C -2.184903 -1.232435 -0.927687

-0
-1
-2
2.
-0
0.

I W Ws BOENDWNDDS W

DD ITmOoOQunaoarDoDnoDoDDIDIDTDToQaD@DTDmooooazoo0oaEmmnonm OO0 00no
w

LI A I I N |
W W N W

TSa:"

51
Energ

Cu -0.143567 -0.643309 -0.513775

.941329 0
.753827 1
.555767 0
.975944 2
.033118 2.
.794633 3
.683927 1

3

358684
.338711 -
.625649 -
.714929 -
.524419 -
.244989 -
.480298 -
770767 -
.715434 -
.370895
.093499

0
.738469 -1
.651268 -1
.009991 -2.
.694990 -1
.391933 -1

.943171 -0.904739
.634876 0.158509
.705948 0.965540
.503915 -0.897113

679077 0.875832

2.502427
3.037004
2.310330
1.046254
0.496044
3.062585

.200378 -0.121340
.625804 -1.593184
.325877 -1.728108

-0.402749
-0.339356
-0.811474
-1.360162
-1.430095
-0.035867

4.030865 0.082382
2.736583 -0.761923

.913453
.913847
449046
.528489
.038049

1

0
0
2.
2

-0.478920 -1.744367
.492549 -1.864136

.199416
.589210
.584300
493735
.911561

.368070 -0.536697 1.757191
.066805 0.172077 0.983682
.107177 1.180408 1.081743
525803 -1.114467 2.899074
.164159 -1.842442 3.415084

520113 -0.
.103596 -1
.251825 -2
.866047 -3
.760967 -4
.770029 -4
.991959 -4
.141337 -2
.347493 -0
.258291 -2
.980560 -2.
.213257 -2
.216250 -0
0
2
3
2
2
4

.325906
.424785
.230848
.053331
.154937
.464648
.646862

y: -4287.

.985036
.021920
.978831
.437246
.343031
.311335
.423970
.928617
.419871
453222
.267560
.896482
.901167
.211713
.148182
.478029
.886124
.155831

03677237

1.

0
0
1
0.
0
1
2

1
1
0
0.
0
0

208571 3.619591

0.868672
361335
.632987
.191923
.665644
059458
.859818
.387350
.386988
1.335452
1.443838
0.930257
.644847
.453313
.622475
486833
.030761
.298182

0.039965 2.079899

Cl 0.191981 -1.090528 -2.608413
C -2.010661 -1.178201 -0.644372

mmEmTomTm OO 000 no
I
w

-2

.653112 0
.957984 1
.641118 1
.240531 2
.849887 2.
.687757 3
.247989 1

2

728395
.356091 -
.495482 -
.271780 -
.912049 -
.774908 -
.742732 -
.774405 -
.164755 -
.511353 -

501651 -

.248704 -
.171352 -
.010070 -

2.360420
3.041165
2.526562
1.329438
0.645863

1.
0.
0.
1.
2.

.167298 -0.343388
.572069 0.120626
.581827 1.418508
.032417 -

106406
070669
835976
035400
321570
-0.004712
-0.433127
-1.465144
-2.084449
-1.678073

2.750589 0.804243
3.973759 0.054220
3.057842 -1.789475
0.930653 -2.900804
.486461 0.287692 -2.157159
C 1.719880 -1.992500 1.241677
0 0.681596 -2.427188 0.721787
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0.

WN BB D UWWws

0.

-4

-2
-1

DIIDTOOQunOE@DoDoDDEDIDDDOODOIDIOODnOO000=20

H
)

51
Energ

-3.

-3.

-3.
-4.

3.082637 -2.520604 0.848052
1.654326 -1.040507 2.205654
0.379623 -0.421566 2.515952
-0.496651 -0.152497 1.342000
-1.570538 0.250950 0.820721
-2.616880 1.231777 0.736835
2.455491 -0.418510 2.290192
-0.399911 -1.242826 3.540318

622957 0.567103 2.936241

742302 1.426265
544287 1.262973
627612 -0.672841
209488 1.110248
706987 1.054716
723383 2.524136
151601 -0.945611
171968 -1.095457
629385 -1.129370

.257252 -1.
.097489 -3.
.182322 -2.
.197615 -2.
.270870 -0.
.255998 -1.
.106742 -3.

.331607 -3.
.199556 -1.
-1.347368 -0.753792 3.794850
-0.611462 -2.240453 3.139935
4.449845
0.805316
0.746667
0.
0
0
0

201262 -1.
960410 0.
.898877
483368
.341458
.330752
585899 4.

2.
3.
2.
3.

y: -4287.0

352056
949259
379859
370376
631193
023669
446430

8925464

611618

.619673
.529582
.530516
425951 -0.028831 0.873198

Cu 0.237985 -1.449546 -1.943008
Cl 0.822884 -3.541916 -2.322850
C 2.063209 0.380591 -0.690970

-1
2
3
4
3
2.
2
4
5
4
2.
-1
-1

-1
-0

-2

ToOunoOoEmII@DoDoDoDDITDIooo@mnoDn ooz aooommn DO mOo Q0o no

-0.
-1.
-2.
-1.
-2.
-3.
-1.

-2.

-3.
-3.

-0.
-0.

192972 -1.
715591 -1.
375857 -1.
973157 -3.
172015 -0.
271455 -3.
527731 -4.
.334200 -3.

682294
652285
826905
220917
569323
367776
229890
170905

0

0.
0
1.
0
2.
.677618 -0.499881 -1.
.763741 -1.274901 -1.

.257158 -1.163934 0.098381
.672069 -0.265127 0.990420

0.130085
.036449
1.261860
952989
.893048
173809
.235830
108325
592473
194428

584541 0.503337 0.601180

.359764 -0.520483 -2.636352
.214537 -1.967862 -1.901780
.101912 -1.772964 0.414387
.059938 -0.175019 2.003621

107325 1.181713 1.307007

-1.068476 -0.713065 -4.174325
0.060843 -1.106112 -3.774476

.647986 -1.396453 -5.397894
.780088 0.209927 -3.536838
.424850 0.846004 -2.269540
.116976 0.403547 -1.735023

0.825368 1.089605 -1.080398
0.644494 2.497837 -0.684712
713998 0.393647 -3.881321

.374340 1.934606 -2.435996
.246471 0.644576 -1.565534

.797277 -0.
.533897 -1.
.148656 -2.
.568207 -3.
.330060 -3.
.930649 -2.
.933540 -2.
.141754 -0.

622214
617843
752637
329755
327561
622196
187356
666055

6.035762
6.420510
4.870363
5.705464
4.417050
4.109181
7.269479
6.804259

0.294152 -2.184298 -5.981341
116899 -1.144924 -6.945900
685237 -0.568884 -5.387961

.502576 0.395798 -6.327033

557277 3.024308 -0.115590
465673 4.352301 0.
1.089464 4.988966 -0.
1.624445 3.453400 -0.
-1.210659 4.992933 0.

174699
231304
791419
632827
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H -1.422818 2.407856 0.120739

H 2.629363 3.325397 -1.180410
TS.”
51

Energy: -4287.06222403
Cu 0.375772 -1.337711 0.350868

Cl 1.

c

mTITmOoQOunoaED@DoDoDoDDIDIDooQaD@DToDmooooazooommnonTnmOoaamMmaasO000no

H

-0.148408 1.821892 1.567607
-1.436457 -1.257528 0.926271

-2.461483 -1.044244 -0.178460
-1.828788 -0.892574 -1.490454
-3.261275 -2.693032 -0.227766

-3.497288 -0.095653 0.200195

-4.196692 -2.696469 -1.165413
-2.355740 -3.615817 -0.510710

-3.813873 -2.965135 0.942812
0.133896 0.866205 2.554904
0.017444 1.176130 3.898891
-0.389114 2.449344 4.290902
-0.680156 3.406674 3.324760
-0.562398 3.097780 1.976573
0.424666 -0.138662 2.262591
0.231680 0.413694 4.645018
-0.487617 2.689963 5.347897
-1.005437 4.402193 3.621095
-0.790801 3.853367 1.226909
.951391 -0.330949 -0.450660
.184224 -0.180888 0.539640
.417287 -0.635518 -0.243050
.457451 -0.102324 -1.665892
.017818 0.106514 -1.773355
.520388 0.426700 -0.403780
.001769 1.537809 0.137316
0.567498 2.502454 -0.841139
.977132 -0.395772 -2.483407
.803438 0.958233 -2.431946
.533298 -0.786790 -2.193424
.569241 -1.525680 0.989568
.016501 -1.330566 -1.463723
.105532 0.716318 -0.005897
.055024 -1.607635 -1.243925
.468729 -2.250916 -1.708344
.050358 -0.677645 -2.348823
.174163 0.547893 0.181380
.011501 1.377872 -0.878164
.681026 1.227406 0.867628
.634336 -1.738884 1.147901
.177905 -1.032375 1.886425
.030472 -2.472612 0.858500
.184867 3.421205 -1.525308

I OB DO BTN OB OONIT OORNBNN

0.797544 4.420028 -2.530247
-2.229253 3.585842 -2.031484
-1.961475 2.594780 -1.136422
-2.707312 1.929545 -0.701821

3

-3.189710 3.871922 -2.445117
1.257312 3.578457 -1.463507

Reaction 22

reactant
27
Energy: -594.590010232
C -3.998308 -0.343451 0.200265
0 -4.601287 -0.401225 -0.858891
C -4.683212 -0.312388 1.553730
N -2.637354 -0.277651 0.243506
H -2.141081 -0.224813 1.122478
C -1.869474 -0.237606 -0.991133
C -0.445516 -0.142124 -0.714122
H -2.091405 -1.136670 -1.586765
H -2.206081 0.613514 -1.603679
C 0.737826 -0.062366 -0.467721
C 2.133598 0.029467 -0.183525
C 2.917042 -1.129794 -0.094093
C 4.274281 -1.037606 0.182374
C 4.866728 0.207938 0.373600
C 4.096159 1.364468 0.286849
C 2.738483 1.279386 0.010174
H 2.444958 -2.098905 -0.245938

518742 -3.088552 -0.350267
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o QMmoo mm T

-
a

62
Energ

.874513 -1.943411 0.248875
.931399 0.277502 0.590081
.556909 2.339645 0.434926

128152 2.178005 -0.061402
.095707 -0.895499 2.279119
.657258 0.728459 1.913532

.113970
.612857
.679531
.149846

-0.
-0.
-0.
-1.

809365
722440
233420
859651

y: —4195.21632912
Cu -0.845654 0.270026 0.563582
Cl -1.554913 -0.370691 2.519579

C -1.962104 1.

1.
2.450434
0.
1.

478459

738562
165632

785552 0.855159

O 0.307208 -1.379843 0.333177
S 1.137940 -1.877358 -0.817519
0 2.151682 -0.918943 -1.272501
C 2.109420 -3.179861 0.032991
0 0.373627 -2.578924 -1.842215
F 2.990458 -3.697901 -0.806596
F 2.771382 -2.654779 1.068415
F 1.312089 -4.133465 0.480785
C -1.285002 2.983000 0.732773
C -2.051584 4.152625 0.692193
C -3.434525 4.100356 0.801969
C -4.073949 2.873005 0.956482
C -3.334195 1.692040 0.992509
C 1.651812 2.817425 -1.519363
O 1.030210 3.852044 -1.3109%46
C 3.143104 2.719202 -1.308593
N 1.066811 1.688218 -2.018138
C -0.350785 1.643695 -2.238233
C -1.081836 0.617231 -1.467478
C -1.927136 -0.276252 -1.327770
C -2.957849 -1.224532 -1.108868
C -2.668900 -2.584322 -0.898108
C -3.711765 -3.470561 -0.678257
C -5.031019 -3.021457 -0.676862
C -5.322407 -1.676639 -0.898976
C -4.292018 -0.774666 -1.109667
H -0.205606 3.046656 0.624346
H -1.534702 5.101334 0.555625
H -4.018487 5.018609 0.775351
H -5.156336 2.823997 1.068062
H -3.823726 0.732412 1.146823
H 1.580952 0.808212 -1.988586
H -0.739778 2.639023 -1.973034
H -0.583033 1.467175 -3.300076
H -1.632873 -2.917239 -0.923698
H -3.494909 -4.523027 -0.509026
H -5.841728 -3.727332 -0.504203
H -6.354864 -1.333446 -0.904935
H -4.496100 0.280711 -1.284409
H 3.496918 1.694659 -1.4900093
C 3.867923 3.731844 -2.185002
H 3.327386 2.933948 -0.247554
O 3.185265 0.727829 1.105289
C 4.311380 -0.001767 1.615268
C 5.203508 -0.302200 0.438986
C 1.986295 0.684192 1.667147
O 1.068702 1.236138 1.074137
C 1.820283 -0.018833 2.976413
H 4.813763 0.620075 2.370340
H 3.974733 -0.927195 2.094939
H 6.085254 -0.866025 0.765026
H 4.654577 -0.894963 -0.303404
H 5.541283 0.624377 -0.040481
H 2.662107 0.162494 3.653452
H 0.883426 0.300370 3.437230
H 1.743678 -1.098973 2.791986
H 4.946630 3.725309 -1.988829
H 3.718598 3.514241 -3.250668
H 3.484795 4.740241 -1.990903
I,
48
Energy: -3887.69370757
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Cu 0.065110 -0.178551 -0.022752
Cl 0.065920 -0.243817 2.110189

C 1.930461 -0.
-1.

SO NN WS BN

1

mImIDIDTDo@mDDoDoDoDDITZOooooooooazoooazomonmm om0 Q0no
NWWkROoR o

TS

48
Energ

I
N

N O N WS SN

-1

-1
-2
-1

ooz aoonommmIT OO Q0 no

-1.
-2.
-3.
-3.
-2.
-4.
-2.

-0.

-0.

954667

.846795
.456743
.210705
.688223
. 727350
.296968
.819720
-0.504081 -3.399803 0.530483
0.587146 -3.803752 0.149030

-0.986047 -3.613431 1.945304

-1.345381 -2.735789 -0.319640
-0.912886 -2.432416 -1.661567
-0.021319 -1.256258 -1.781088
.652764
.500975
.984094
.835749
.190984
.706318
.866137
-2.152970 -2.238825 0.036368

-0.373790 -3.304264 -2.052567
-1.797241 -2.255348 -2.285182
-0.073688 2.052789 -3.151599
1.442116 3.757183 -4.149149

3.853628 3.255277 -4.430301

4.766371 1.055103 -3.734349

3.250493 -0.650710 -2.735858

-2.
-0.
-0.
-2.
-2.
-3.

370205
900491
225690
605165
434439
151918

0.081430
1.521038
1.777328
2.366670
2.031834
3.663513
1.884069
2.168815
1.325661
1.179101

0

0.

0
1
0.
0

165198 0.284445

0.304886
0.763941
2.036087
.511827
0.580816
250625
.486300
.706500
284408
213229

0.087411 0.178322
1.226200 0.217592
1.112547 0.291453
-2.310431 0.325028
-2.071547 0.194664
0.185743 0.137561
2.217578 0.206438
1.993791 0.350709

-0.381279 -2.326219

0
1
2.
2
1
0

.598122 -
.843012 -
789519 -
.504822 -
.269345 -
.313374 -

2.
3.
3.
4.
3.
3.

902272
296910
845804
002127
613889
065630

-3.099173 2.300012
-4.693346 2.131453
-3.140495 2.583581
-3.328077 3.345410
-2.007010 2.191759
-3.561236 1.682125

y: —-3887.66980015
Cu 0.643533 -0.994486 -1.025741
Cl 1.506268 -2.914255 -0.652290
C 2.385571 -0.346166 -1.293293
-1.570025 -0.480443
-1.061388 -0.380952
-1.759498 -1.292806
-1.638179 1.299706
0.395384 -0.332671
-1.268131 1.572134
-2.952765 1.376970
-1.087411 2.187471
-0.260371 -2.568914
0.325302 -2.720455
0.795911 -1.611974
0.678414 -0.340146
0.096008 -0.168778
-0.627210 -3.430490
0.411664 -3.717066
1.249722 -1.739493
1.033470 0.
0.000891 0.

182610
596226
506041
046116
712602
287300
952022
.224917

.912373
.169471
.866738
.315747
.060466
.357698
.600475
.848017
.862488
.628753

.286209
110331
.628701
.221079
.685358
530676

-1.407531
-1.020994
-2.855492
-0.443408

532096
827631
-3.519587
-3.330646
-3.605899
-3.602946

0.897792 -3.395178
0.789489 -2.489800
C 0.080681 0.840295 -1.381528
C 0.354626 1.861532 -0.377063
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C -0.096987 1.728204 0.938976
C 0.250103 2.686221 1.883145
C 1.055446 3.766173 1.531646
C 1.514021 3.891019 0.223793
C 1.166817 2.943607 -0.730891

H -3.180761 -0.662505 -3.345691
H -1.412477 1.343317 -4.361316
H -2.442541 1.520188 -2.901355
H -0.737525 0.890842 1.207967
H -0.112223 2.584231 2.904368
H 1.328806 4.508680 2.279190
H 2.149576 4.729020 -0.056915
H 1.547958 3.012013 -1.749618
H -1.509186 -3.230638 -2.575700
C -3.004403 -3.189213 -4.153611
H -0.821849 -3.324849 -4.184675
H -3.105736 -4.273683 -4.265919
H -3.792118 -2.861427 -3.464944
H -3.174261 -2.735282 -5.138389
TS,

48

Energy: -3887.68126241
Cu 0.407090 -0.910259 -1.318448
€l 1.327990 -2.573165 -0.277031

2.076739 0.084751 -1.383410

-1.397289 -1.717005 -1.134987

-2.594369 -1.087057 -0.463990

-3.580118 -0.604050 -1.438207

-3.350474 -2.582313 0.280967

-2.243419 -0.201008 0.639433

-4.477967 -2.246221 0.888036

-3.616465 -3.461104 -0.677224

-2.522473 -3.121181 1.154434

2.617420 0.236643 -2.654391
3.988701 0.452530 -2.775083
4.785321 0.539549 -1.638906
4.218483 0.403453 -0.372157
2.856467 0.172430 -0.234435
1.985480 0.169787 -3.537385
4.426795 0.561270 -3.765494
5.854257 0.719231 -1.737643
4.841326 0.461345 0.518447

2.407372 0.059387 0.750113

-1.019520 -1.676615 -3.709247
0.199076 -1.534868 -3.556681
-1.678372 -3.010865 -3.920826
-1.841468 -0.590486 -3.701410
-1.265805 0.672473 -3.320982
-0.414391 0.683322 -2.104757
0.356568 1.222522 -1.264296
0.610601 2.257196 -0.284282
-0.294732 2.414425 0.771572
-0.094036 3.440942 1.687809
0.988958 4.302779 1.549148
1.889134 4.140821 0.495967
1.711387 3.112438 -0.415985
-2.787646 -0.744449 -3.354030
-0.636212 1.053408 -4.139008
-2.084269 1.388433 -3.167369
-1.132157 1.722667 0.864643
-0.790378 3.564747 2.514622
1.138145 5.106189 2.268528
2.735243 4.816996 0.391017
2.413951 2.963257 -1.235311
-1.821895 -3.136977 -5.005767
-0.864713 -4.153169 -3.339926
-2.686107 -2.978307 -3.479816
-1.354083 -5.112600 -3.540890
0.141596 -4.176637 -3.771814
-0.754329 -4.037063 -2.254997

mIDmIDITDo@DnoDoDDoDoDToDTDTDmoooooooazoo0oaoazomononm o000 noAan

[
[N

48
Energy: -3887.73486044
Cu 0.210679 -1.514861 -1.915055
Cl 0.838321 -3.592169 -2.290001
C 2.046081 0.352665 -0.730941
0 -0.164654 -1.741742 -0.089213
S -1.677671 -1.672832 0.141145
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TS..°

48
Energ

-0.
0.789672 1.040160 -1.096683
0.608272 2.459908 -0.714190
-0.534241 2.861605 -0.014241
-0.696812 4.193612 0.353325
0.277204 5.131799 0.026878

1.425225 4.734359 -0.655561
1.595364 3.404377 -1.016811
-2.
-1.
-2.
-1.
-1.
0.148771 6.173839 0.314876
2.193381 5.465006 -0.903319
2.495146 3.084764 -1.542446
-2.
-0.
-2.
-2.
-1.
-2.

.401086
.918219
.081385
.202101
.559260
.199425

.647328
. 754392
.282459
.710506
.601654
.301403
.193724
.144194
.126177
.135063

.160682
.026304
.751957
.875494
.498549
166232

819553
472188
293163
269133
582645

618256
987290
128295
548155
245337
870857

-1.
-3.
-0.
-3.
-4.
-3.

936574
147005
517409
221760
236096
016930

1
0.
1
0

2.

-0.541571 -1
-1.292081 -1
-1.140697 0.034731
-0.226648 0.920012
0.516372 0.542150
-0.593299 -2.661389
-1.998156 -1.941771
-1.730171 0.341874
-0.104361 1.918701
1.207637 1.2

-0
-1
-1

.790265
.193558
.421184

1.106147
.208757
929261
.527220
.563399
309368
.627408
.240198

42898

4.118178
3.748989
5.339410

0.115643 -3.458897
0.757518 -2.200489
0.336662 -1.709670

0.282747 -3.785003
1.847049 -2.365172
0.542753 -1.470831
2.111458 0.281692
4.495532 0.909458

-0.
-1.
-2.
-3.
-3.
-2.

848625
405309
863361
368953
417025
893215

y: —3887.71267272
Cu -0.115127 1.213667 -0.307638

Cl 1.533108 1.
C 2.661160 -0.

o -1.
s -3.
0 -2.
Cc -3.
0o -4.
F -4.
F -2.
F -3
c 2
C 4
CcC5
CcC5
c 3
H1
H 4
H 6
H 5
H 3.
c -1
0 -0
Cc -2
N -1
Cc -1
co
c1
c1
co
co
c1
c 2
c 2

736502
027561
768788
680701
010184
835718
822860
.864926

.791219
.024839
.134250
.014025
.791496
.919405
.113873
.096225
.877443

696989

.479990
.304336
.309646
.970915
.156047

.141593
.381416
.422472
.764852
.798222
.486280
.149155
.125276

2.
1
0
3
1.
3
3
4

-0.
-0.

5.697904
6.126191
4.992925
5.868837
4.651730
4.185182

755234 0.913180
175428 -1.566232

025672

.649739
.955442
.300404

058498

.147310
.911352
.024618

879127
960595

-0
-0
0.
0.
-1
0.
0.
-0
-0
0.

.969186
.267592
994933
187952
.173456
815159
985306
.902879
.362190
269289

-0.323136 -0.274918
0.386141 -1.
0.445217 -2.
-1.357536 0.
-1.511457 1.
-0.375699 0.
0.894844 -1.
0.997895 -3.

-1.
-0.
-2.
-1.
-0.

338291
987716
028893
112634
412892

0
0

467866
118538
076403
203475
232193
892469
052122
0.174671
.085638
.862310
1.395247
2.377054

0.038417 -1.763361
-0.103138 -2.276277
-0.124138 -3.768009
0.850999 -4.523690
0.803348 -5.913530
-0.218499 -6.5590009
-1.190007 -5.811951
-1.142332 -4.424283
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-2.975596 -1.131656 -1.541906
-0.934411 -1.088988 -3.216380
-1.737705 0.441818 -2.746169
.248143 1.663714 -4.011828
.291761 1.573706 -6.491975
.514308 -0.254885 -7.646538
.693118 -1.988214 -6.313951
.650203 -1.893726 -3.836034
-2.236740 -1.397406 1.756457
-3.759123 -2.284192 0.492030
-1.781285 -2.963590 1.101732
-4.274129 -2.778437 1.322282
0

NN R O o

-4.288756 -1.342916 0.294236
-3.853491 -2.940520 -0.383594

jasjiyaciiaciic o J@ e wite i« i s e s jie s J« st il anf

Reaction 23
reactant

24
Energy: -852.953584546

C 0.003873 -0.003867 0.001199
-0.014590 -0.017951 1.214669
-1.319110 0.013978 -0.780088
.115139 -0.002449 -0.761195
.058234 0.009718 -1.770654
.425180 -0.018831 -0.120428
.486272 -0.012999 -1.111506
504242 0.850497 0.550022
.493324 -0.905717 0.527866
.361598 -0.007990 -1.948342
.396707 -0.002149 -2.930912
913467 1.210434 -3.408383
919646 1.212318 -4.364465
.421133 0.009334 -4.854643
913359 -1.199370 -4.385475
.907107 -1.208895 -3.429504
515207 2.145364 -3.018116
.315781 2.158130 -4.729746
.210412 0.013821 -5.604382
.304600 -2.140739 -4.767140
503893 -2.148399 -3.055651
-1.128251 0.030071 -2.109108
-2.033861 -1.063380 -0.481174
-2.021410 1.091328 -0.453236

e B == J=c i s i« = i< HO HO MO NONONO NN --li-:No N I- o e
L0 JUUad00 s NDNWN R

-
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59
Energy: -4453.58103677

Cu -1.010173 0.260114 0.626519
Cl -1.777564 -0.210763 2.599409
C -1.913668 1.913559 0.915036

0 -0.156647 -1.556599 0.427235
S 0.562278 -2.194731 -0.731702
0 1.627268 -1.361213 -1.297376
C 1.454118 -3.537013 0.147783

0 -0.320471 -2.878701 -1.669144
F 2.271193 -4.150667 -0.692114
F 2.179105 -3.032756 1.150052

F 0.595782 -4.408799 0.645974
-1.084847 3.018361 0.871134
-1.692867 4.277164 0.820824
-3.075852 4.399995 0.845906
-3.873651 3.261736 0.926934
-3.292417 1.995696 0.974124

1.958156 2.441748 -1.358329
1.533009 3.539426 -1.050748
3.468806 2.181720 -1.264049
1.249649 1.422178 -1.887059
-0.161151 1.587894 -2.117146
-1.062615 0.661927 -1.403807
-2.061574 -0.064143 -1.326667
-3.279725 -0.778248 -1.193673
-3.304489 -2.156769 -0.922086
-4.526887 -2.798855 -0.796970
-5.716110 -2.089156 -0.950533
-5.695439 -0.723926 -1.230773
-4.483294 -0.062756 -1.345692
-0.001533 2.938874 0.838622
-1.055048 5.156959 0.750733
-3.535949 5.385949 0.814409

mImITOoOQOQOQOaoo000za0o00a00000a0
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H -4.958303 3.349227 0.974494

H -3.909214 1.104519 1.075119

H 1.637893 0.476640 -1.889159

H -0.413636 2.618073 -1.823957
H -0.383386 1.483530 -3.189766
H -2.364610 -2.696572 -0.828803
H -4.552574 -3.864798 -0.581778
H -6.669760 -2.605241 -0.853311
H -6.626903 -0.175844 -1.356285
H -4.444008 1.004415 -1.558841
F 3.801391 0.926511 -1.577153

F 4.091063 2.992808 -2.119770

F 3.919029 2.450860 -0.043845

O 2.994267 0.062409 1.037773

C 4.072758 -0.685558 1.619801

C 4.951669 -1.138460 0.484284
C 1.860341 0.295909 1.670928
O 1.011631 0.948029 1.073608
C 1.663010 -0.246098 3.049708
H 4.609312 -0.030938 2.321819
H 3.673687 -1.541840 2.175629
H 5.762389 -1.770995 0.863460
H 4.358151 -1.711755 -0.238677
H 5.387406 -0.280261 -0.037646
H 2.542597 -0.088657 3.683881
H 0.781956 0.218664 3.496573
H 1.474998 -1.326611 2.981617
I,

45

Energy: -4146.05348170

Cu -0.008861 0.048421 -0.001201
Cl 0.033317 -0.019246 2.123142
C 1.851067 0.044884 0.327653

-2.035637 0.328291 -0.257704
-1.984278 1.745471 -0.778155
-2.659284 1.973945 -2.041103
-2.917299 2.678775 0.495121
-0.581599 2.209613 -0.655299
-2.901025 3.965162 0.187105
-4.166617 2.246032 0.524979
-2.358953 2.500407 1.677798

-1

-0

0

1
.595776 .115783 0.398437
.977997 .985584 0.258945
.559118 0.270026 0.095649
.768542 1.413889 0.075262
.383044 1.316107 0.217815
.133317 -2.090862 0.549110
.597771 -1.880236 0.292407
.640168 0.357400 0.002628
.221026 2.397790 -0.037424
1.752047 2.203384 0.232821
-0.528303 -3.253698 0.527855
0.493235 -3.682287 0.026526
-0.853911 -3.581555 1.992137
-1.462553 -2.531244 -0.130782
-1.220301 -2.179481 -1.515599
-0.200032 -1.129448 -1.706019
0.558575 -0.353264 -2.284421
1.513943 0.502723 -2.890868
1.169974 1.817593 -3.243286
2.132365 2.644674 -3.802503
3.424905 2.169673 -4.017019
3 0
2 0

B OB NN WS WN

.765349 0.861257 -3.678745
.814668 0.024759 -3.115324
-2.186117 -2.034954 0.378916
-0.890920 -3.079514 -2.049847
-2.164965 -1.835134 -1.949558
0.159833 2.173387 -3.051297
1.874190 3.666656 -4.071508
4.175003 2.826395 -4.454733
4.776472 0.496850 -3.848799
3.063067 -0.994571 -2.824498
-1.191193 -4.866944 2.080195
0.210658 -3.372424 2.748594
-1.870264 -2.852846 2.461380

oD oDEDID DD oDToDOOQO0000oazoo0oomzononm OO 000 no

TS,

45
Energy: -4146.01926592
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Cu 0.800757 -0.932973 -0.717660
Cl 1.611977 -2.872699 -0.387606
C 2.505717 -0.399712 -1.282581
-0.843937 -1.150844 0.355030
-2.251045 -1.260567 -0.165933
-2.400896 -2.251528 -1.234716
-3.103691 -1.968196 1.294046
-2.894692 0.035499 -0.403900
-4.385361 -2.130081 1.000840
-2.574471 -3.132669 1.613410
-2.991602 -1.132673 2.315123
.888124 -0.389348 -2.611478
.142335 0.130638 -2.930331
.984527 0.607285 -1.929308
.581476 0.561287 -0.598933
.329266 0.047319 -0.262039
.226018 -0.766718 -3.388213
.458492 0.159110 -3.972192
.964232 1.005395 -2.187504
.243036 0.915868 0.190019
.018021 -0.000673 0.781399
.351946 -1.360887 -3.424716
.197988 -1.093678 -3.063565
.720044 -2.752545 -3.933509
.239215 -0.373846 -3.547134
.712061 0.927193 -3.156496
-0.545106 0.722663 -2.277415
0.158591 0.838130 -1.231624
0.347546 1.937829 -0.279053
-0.589676 2.179374 0.729578
-0.378423 3.229132 1.616244
0.748634 4.037683 1.500600
1.676167 3.795015 0.491682
1.485084 2.742923 -0.395480
-3.233757 -0.572111 -3.531366
-1.454111 1.506318 -4.054141
-2.466821 1.465121 -2.567691
-1.472902 1.546632 0.804653
-1.106733 3.416885 2.403132
0.904382 4.858722 2.198178
2.558249 4.425490 0.394550
2.208652 2.539978 -1.184534
-1.105983 -3.693662 -3.262818
-3.035612 -2.934657 -3.900055
-1.328010 -2.800634 -5.211011
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TS,

45
Energy: -4146.03652259

Cu 0.378824 -0.932257 -1.059374
Cl 1.213761 -2.468840 0.205239
C 2.063640 0.027979 -1.136898
-1.391724 -1.769146 -1.011435
-2.545693 -1.059276 -0.327042
-3.508222 -0.532198 -1.299176
-3.366037 -2.490152 0.474520
-2.105990 -0.172248 0.744140
-4.438551 -2.059196 1.120313
-3.729686 -3.362433 -0.450529

-2.535558 -3.059450 1.324284
.676985 0.046120 -2.384349
.056759 0.233829 -2.446095
.788035 0.428901 -1.279899
.148873 0.429355 -0.039927
.779274 0.223774 0.041246

.094178 -0.096477 -3.292153
.552139 0.237677 -3.415136
.863376 0.587768 -1.334636
.721808 0.573377 0.873996
2.273109 0.215693 1.004376
-0.960227 -1.839057 -3.522376
0.255998 -1.748412 -3.426097
-1.638043 -3.210593 -3.628748
-1.793322 -0.779704 -3.575889
-1.215296 0.506213 -3.272288
-0.375265 0.580347 -2.049000
0.368163 1.208154 -1.245800
0.599848 2.331916 -0.366417
-0.343504 2.596127 0.633692
-0.168726 3.705893 1.452697

C 0.927475 4.543092 1.272555

BSOS NN B DN
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C 1.867064 4.273017 0.277108

C 1.714965 3.161664 -0.536435

H -2.742413 -0.925852 -3.228849
H -0.577692 0.823879 -4.109948
H -2.033838 1.230476 -3.174750
H -1.187237 1.918461 0.763442

H -0.894155 3.913818 2.236400

H 1.057075 5.411996 1.915466

H 2.723617 4.930214 0.141475

H 2.448378 2.926029 -1.307040

F -2.897955 -3.159263 -3.190114
F -1.660374 -3.581510 -4.910667
F -0.973318 -4.109843 -2.934912
I,

45

Energy: -4146.08641837

Cu -0.810873 0.039600 0.753187
Cl -2.274496 0.869878 2.152647
C 1.963101 0.041803 1.511339
-0.213932 1.692380 0.104559
-0.665266 1.867755 -1.351713
-1.753860 0.935834 -1.658979
-1.414274 3.542508 -1.268424
0.450291 1.948285 -2.282469
-1.849093 3.860008 -2.478088
-2.419747 3.541486 -0.420917
-0.499737 4.415050 -0.885447
.083005 -0.255561 2.561864
.137567 0.462345 3.753473
.083305 1.465598 3.913415
.985173 1.743037 2.885330
.928887 1.037238 1.692827
.409257 -1.111180 2.483294
.431789 0.233474 4.549071
.125421 2.032044 4.841633
.728970 2.527581 3.012466
.610616 1.274582 0.877154
-1.768519 -2.346008 -0.214404
-1.624638 -1.671026 0.821657
-2.893707 -3.387539 -0.166341
-1.053874 -2.294048 -1.321306
.118708 -1.434858 -1.530482
.565679 -0.786517 -0.277761
.803100 -0.622998 0.203290
.010267 -1.024194 -0.554751
.176601 -0.612730 -1.881862
.318543 -0.978487 -2.587358
.298370 -1.754439 -1.976175
.145145 -2.152816 -0.649681
4.011712 -1.782389 0.061671
-1.363420 -2.868547 -2.097390
0.930680 -2.081474 -1.898167
-0.134298 -0.712856 -2.319560
2.427999 0.037930 -2.337550
.448189 -0.643134 -3.614814
.190893 -2.040386 -2.530080
.915649 -2.751539 -0.167050
.889331 -2.082261 1.102423
-2.986397 -4.043078 -1.329602
-2.631785 -4.263224 0.790483
-4.042968 -2.794139 0.080889
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Energy: -4118.82965342

Cu -1.867837 0.445921 -0.042614

Cl -3.596971 0.259589 -1.396652
0.518158 -0.604902 2.203456
0 -1.113221 2.019625 0.716308

S -0.066477 2.714733 -0.142327
0 0.189401 1.988121 -1.387995
C -0.981175 4.219934 -0.650579
0 1.075291 3.170715 0.635505
F -0.211091 4.952366 -1.440805
F
F
[
[
[

Q

-2.076114 3.872284 -1.307293
-1.314420 4.928226 0.415539
-0.712257 -0.268558 2.787479
-0.859612 -0.230314 4.163213
0.220315 -0.526352 4.991603
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C 1.448427 -0.858289 4.429250
C 1.598353 -0.895478 3.049851

mTIDmIrmoomnDmIDDoDoDoDoDIDOoOOaOaDTDoODNDDTDTDmOOO0000000=200 0@ D mmm

-1
-1
0.
2.
2.

-2.
-1.
-3.

-1
0.
-0

N

.554478 -0.010869 2.152410
.820997 0.045961 4.591299
105118 -0.489526 6.073317
299312 -1.086980 5.068207
563174 -1.158848 2.620393
051389 -2.352692 -0.711345
893309 -1.673854 0.340325
079860 -3.458880 -0.759706
.214704 -2.140171 -1.725460
.310981 -1.000846 -1.616407
.270381 -0.618555 -0.174545

.694856 -0.690959 0.751601
.081445 -0.785944 0.202625
.886338 0.351761 0.133566
.180875 0.245431 -0.361806
.683055 -0.985636 -0.790712
.868103 -2.119953 -0.717970
.575775 -2.022684 -0.228175

.425899 -2.520042 -2.639683
700138 -1.286757 -1.935626
.654392 -0.176751 -2.258302

.490340 1.316768 0.454447
.795685 1.142179 -0.417788
.065250 -1.154136 -1.334646
.280598 -3.070286 -1.051399
.938073 -2.906019 -0.162907

.287158 -3.050645 0.083203
.518969 -3.743414 -2.194429
.404152 -4.696329 -0.151332
.321906 -4.490825 -2.181107
.911150 -2.838744 -2.678976
.710671 -4.167738 -2.808753
.121428 -5.527412 -0.137284
.529190 -5.010031 -0.737347
.082884 -4.503677 0.880229
.030266 -3.858124 0.058352
.001897 -2.874805 1.126534
.744545 -2.131684 -0.304981

.456065 -2.248093 -1.696572
.953052 0.059714 -1.422513
.507331 0.830084 -2.065834
.104505 0.512779 -0.433723
.920147 -0.239545 -1.834774

Reaction 24

reactant

31

Energy: -746.894725842
C 0.000637 -0.172489 -0.077863

ja=faciies O O NONQO M@=l - oNONONO N N No =N No ol I-oNe]

-0
1.

-1.
-1.
-2.
-3.
-2.
-2.
-4.
-5.
-5.
-6.
=-7.

=7

-6.
-5.
=-7.
-8.
=-7.

I
o

BN O NDWWN

.007809 -0.226773 1.143627
267452 -0.080202 -0.864548
160409 -0.194318 -0.797454
170293 0.092956 -1.766583
429061 -0.200879 -0.085083
546643 -0.282232 -1.011404
428895 -1.053507 0.609042
515199 0.696458 0.549724
473910 -0.339354 -1.788647
570762 -0.412643 -2.698951
928180 -1.636702 -3.281859
996229 -1.705281 -4.165823
720639 -0.558016 -4.478926
.372877 0.661732 -3.904282
305239 0.737562 -3.020346
357174 -2.528362 -3.028902
266644 -2.660432 -4.612758
558527 -0.614799 -5.171697
938060 1.560081 -4.146596
.026296 1.686484 -2.565500

.362750 -0.419248 -2.216205
.578711 -0.309119 -2.881038
.706071 0.141426 -2.200704
.619200 0.468576 -0.849732
.406936 0.351344 -0.183817
.496413 -0.809061 -2.750485
.647924 -0.584229 -3.932085
.657336 0.229423 -2.723184
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H 4.502070 0.813195 -0.314036
H 2.312949 0.586732 0.874462

L

66

Energy: -434
Cu -1.216238 0.356574 0.570236
Cl -2.020692 -0.017911 2.551014
C -2.008471 2.073152 0.806368

-1
-1
-2

-3

-3.

.100884
.614220
.983617
862400
.376340

7.52254648

-0.480463 -1.513903 0.428365
0.224882 -2.255446 -0.673733
1.370944 -1.536387 -1.238689
0.976832 -3.618614 0.302168

-0.675220 -2.914500 -1.613101
1.813855 -4.303928 -0.462032
1.660653 -3.126421 1.338072

0.039745 -4.427646

0.763034
3.110247 0.714228
4.408413 0.631632
4.635390 0.672892
3.562817 0.
2.258512 0.880297

801251

1.940679 2.210773 -1.389189
1.530494 3.326802 -1.090770
3.371401 1.833554 -1.206668
1.149798 1.250640 -1.959007

(6]

S

(6]

C

o}

F

F

F

C

C

C

C

C

C

o}

C

N

C -0.236916 1.534477 -2.203427
C -1.221203 0.707651 -1.474886
C -2.265880 0.051690 -1.376484
C -3.524249 -0.588616 -1.231419
C -3.622256 -1.963724 -0.959258
C -4.876540 -2.539569 -0.826631
C -6.026598 -1.766624 -0.971314
C -5.933518 -0.404277 -1.251261
C -4.688087 0.190457 -1.375773
H -0.027251 2.951917 0.657764

H -0.913332 5.234495 0.520713

H -3.370124 5.651390 0.615241

H -4.936703 3.732611 0.860757

H -4.054960 1.418787 1.018287

H 1.417607 0.270077 -1.854364

H -0.397839 2.589570 -1.934277
H -0.473777 1.423564 -3.273202
H -2.712296 -2.554193 -0.873128
H -4.958026 -3.602993 -0.612463
H -7.006237 -2.230240 -0.867895
H -6.834847 0.193556 -1.370064
H -4.592454 1.253745 -1.590729
O 2.743464 -0.171444 1.130728

C 3.714853 -0.995796 1.791284

C 4.474763 -1.730022 0.719425

C 1.631563 0.234001 1.718918

O 0.854004 0.906507 1.054034

C 1.372178 -0.140664 3.144549

H 4.371834 -0.341733 2.383893

H 3.212791 -1.696922 2.467893

H 5.216917 -2.396820 1.174411

H 3.786810 -2.326907 0.109062

H 4.991256 -1.021864 0.062024

H 2.259584 -0.008889 3.773959

H 0.541773 0.458137 3.524012

H 1.068885 -1.195709 3.191596

C 4.012890 0.902455 -2.024058

C 5.373088 0.656788 -1.864817

C 6.089069 1.314612 -0.868842

C 5.445152 2.229245 -0.036385

C 4.096115 2.500742 -0.218243

H 3.458745 0.390413 -2.809353

H 5.874766 -0.053093 -2.520624
H 7.153025 1.118288 -0.743012

H 6.004822 2.746645 0.741477

H 3.576496 3.235592 0.394390
I,

52
Energy: -4039.99709184

Cu 0.022253 -0.000357 -0.005806
Cl 0.073432 -0.058912 2.121313
C 1.888649 -0.010713 0.289400

0 -1.999269 0.319139 -0.249261
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-1.940178 1.743643 -0.747686
-2.620681 1.995625 -2.003590
-2.868764 2.661129 0.540155
-0.537431 2.201554 -0.621577
-2.853887 3.951790 0.248268
-4.119278 2.229333 0.568802
-2.309368 2.469795 1.720471
2.624894 -1.178410 0.293960
4.008867 -1.050091 0.167615
4.599470 0.208174 0.075084

3.815964 1.356622 0.111519

2.429435 1.260682 0.245099

2.147064 -2.155685 0.368348
4.622759 -1.949525 0.148816
5.681385 0.293220 -0.010741
4.275543 2.342014 0.053478

1.804123 2.149913 0.305092
-0.593652 -3.207554 0.607052
0.464400 -3.591112 0.119704
-0.951892 -3.433150 2.031029
-1.515711 -2.537449 -0.157965
-1.187178 -2.231331 -1.530567
-0.180811 -1.161909 -1.714318
0.563905 -0.361240 -2.278552
1.511925 0.502687 -2.889102
1.164867 1.819432 -3.229689
2.119543 2.648987 -3.798798
3.408467 2.174974 -4.035205
3.752289 0.864744 -3.708489
2.809005 0.026182 -3.135492
-2.198189 -1.936233 0.291596
-0.799206 -3.139915 -2.006902
-2.106283 -1.928924 -2.045734
0.158104 2.175524 -3.022024
.857613 3.672486 -4.058490
.152546 2.833512 -4.480506
.760264 0.499840 -3.895741
.060484 -0.995717 -2.856797
0.091730 -3.684767 2.923230
-0.174012 -3.878779 4.270886
-1.486924 -3.836237 4.734062
-2.532951 -3.602652 3.846720
-2.267301 -3.398864 2.497990
1.109340 -3.710097 2.537653
0.644214 -4.060736 4.965186
-1.695941 -3.988960 5.791617
-3.560345 -3.581741 4.205300
-3.094309 -3.243348 1.806074

mTmIDIoDIToDOoOQOoaEDDDD DD DDz oo0oomEmmomm OO0 0O0n
W

TS

52

Energy: -4039.97432905

Cu -0.595631 -0.577914 -0.629944

Cl -0.058730 -1.407357 -2.532806

C -2.122641 -1.675624 -0.675535
0.911833 0.708951 -0.622357
1.424142 1.876565 0.180039
2.733470 1.616603 0.783820
1.724594 3.094943 -1.155165
0.422325 2.496735 1.046390
2.189680 4.216728 -0.627872
2.596915 2.624773 -2.027254
0.577550 3.350798 -1.775103
-2.124200 -2.887130 -0.008482
-3.306888 -3.627423 0.004305
-4.442051 -3.154944 -0.646847
-4.402485 -1.939954 -1.323204
-3.229853 -1.186270 -1.346795
.234825 -3.246812 0.505589
-3.333283 -4.579885 0.532096
-5.360109 -3.739837 -0.632711
-5.284124 -1.571062 -1.845154
-3.197650 -0.234654 -1.877614
1.744946 -1.291381 1.492734
0.641870 -1.761252 1.128456
3.008390 -1.622366 0.839286
1.719383 -0.439621 2.552026
0.369794 -0.240467 3.065231
-0.580607 -0.325298 1.946681
-1.353885 0.090316 1.034512
-2.541259 0.936007 0.961878

ooz aooommnn OO mE 000 no
I
i
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-2.552943
-3.731900

-4.887967

-3.714255

2.345476 0.
0.155872 -0
0.289730 0.
-1.633279 2
-3.735523 3
-5.820074 2
-5.798456 0
.701429 -

mTEmIEDIoDTOOQOQOOOOa@DD DD DD Dm0
I
w

4.231067 -1.
5.414261 -1.
5.379537 -2.
4.163550 -2.
2.973861 -2.
4.251777 -1.
6.366462 -1.
6.310482 -2.
4.140089 -2.
2.018264 -2.
TSa:"
52
Energy: -4039.
Cu 0.559065 -
Cl 0.236462 -

C 2.355746 -1.
-1.076386 0.

-1.305164
-1.710724
-2.835269
-0.283551
-3.261628
-3.767728

I
N

Wk 0wk Ws s WwN

-1.603300 -
-0.679728 -
-2.997946 -
-1.342729 -
.042751 -0
.931264 0
.027215 0
.151125 1
.893766 2.
.960031 3
.262191 2
.512966 1
.462133 0
1.911148 0
.473125 -1
.096888 0.
.866598 2.
.767488 4.
.091653 3.
.533093 1.
.642244 -0
4.077817 -
-5.366908 -
-5.576057 -
-4.500036 -
-3.210630 -
-3.911081 -
-6.210118 -
-6.586402 -
-4.666262 -
-2.352268 -

ja=jaciaciiieiis O MO NONO NN Iy =il =l - O NONONONONONONONO - oMol o =il HoNONONONO NN N NoNoNo N/ Ne)]
I o oW OO | oo wdhwdh oo

H
N

2
2
-4.899554 2.
1
0

1
2
2.
2
3
1

.596541 2.
.503898 -2.
.536245 -3.
.410720 -3.
.253966 -2.
.220368 -1.
.817447 -2.
.656208 -4.
.222869 -3.
.930351 -1.
.085976 -0.
1.434402 -1.369595
2.112855 -0.892768
1.545375 -0.906657
0.500933 -2.331139

.120775 0.219763
.847872 0.111218
398916 0.722370
.213959 1.451884
.481284 1.572697
365950 2.489182

.990197 3.838929
763497 3.501386

.479205 -0.239121
.775002 -0.458878
.972016 0.626633
.853197 1.927108
0.467864 2.108249
426701 1.491038
744652 0.842983

250765 -0.455024
444810 -1.104729
137501 -0.460516
046090 2.510989
598401 1.348524

494688 -0.964219
830010 -2.121721
264174 -0.968104

98504063

0.677404 0.333531
1.402752 2.354090
414594 0.263687
468256 0.390249

.912127 0.030548
.089874 -1.371886
216866 0.995216
.817762 0.542184
.449092 0.759700
.352552 0.619825
074972 2.285604

514101 -0.572718
413722 -0.316591
190662 0.741269
071272 1.557650
173454 1.326418
680365 -1.400331
285633 -0.956864
889928 0.931040
900441 2.392993
301181 1.962977

.242560 -2.620836

.013047 -1.460760
.259515 -0.885295
.148427 -0.675651

469333 -0.290983

.348845 -0.138941
.920034 -0.374291
.601768 -0.754988
.708841 -0.894869

.347790 -2.282961
.098240 -3.162163
633010 -3.281743
785495 -0.102991
375328 0.166000
615296 -0.256705
269881 -0.937597
.328202 -1.176640

1.145021 -1.697576
1.198600 -1.183928

1.641880 0.119277
2.044890 0.906878
2.003775 0.396342

0.811367 -2.721159
0.893094 -1.800383

1.673488 0.524104
2.382340 1.927901
2.286572 1.005061
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Energy:

52

-4040.03976362

Cu -0.444076 0.510088 0.686704
Cl -1.453848 2.023113 1.931322
C 1.961405 -0.890747 1.551871
0 0.940735 1.620419 0.112578
S 0.810348 1.933690 -1.383124
-0.565892 1.720122 -1.835992

ja=jiciaciiie i« OO NO MO M@y =iys e = =i} sl O NONONONONONONONO - eI Q = =i I o NONONO NN NN NoNeNe

1.

BB WOOWWNRERENOR R

NWwwwNhNDE o

073658

.889356
.023426
.132620
.260590
.059049
.485078
.817966
.728343
.306076
.031623
.766708
.152607
.774082
.009960

.355279
.480225
.295549
.660354
.429815
.841677
.496799
.735783

3
1.
4
4

.750579 -

367261 -

.197160 -
.330392 -

4.018945 -
-0.646427 2.595614
-0.026589 3.766429
0.335677 3.913912
0.063724 2.893529
-0.546932 1.721016
-1.007049 2.525111
0.172793 4.559027
0.825917 4.826176
0.343537 3.008817
-0.731363 0.910305
.474834 -1.051475
.903812 -0.634994
.936669 -1.221835
.821959 -1.339901
.370043 -1.298093

-0.
-1.
-2.
-2.
-3.
-4.
-4.
-3.

439548
251875
208111
354117
537435

1.

0.

353539
.177976
.600028
.638877
839096

-0.196133
0.848742

-0.155312
-1.322458
-1.503740

927539 -0.266000
421423 0.258461

0.445581
1.782941
2.438325
1.765779
0.428150

581924 0.232135

-2.380729 -1.472225 -2.156509
-0.035608 -2.302770 -1.810213
-0.160166 -0.598544 -2.325379
-1.326734 -2.287284

-3.048288 -3.475334

-5.101440 -2.2798¢64

-5.428372 0.103523

-3.714733 1.280844

.599285 -2.165928
.981642 -2.269066
.701008 -1.428310
.040613 -0.491750
.657042 -0.388948
.035197 -2.849630
.499391 -3.011847
.785565 -1.508880
.606159 0.163048 1.416390
.117090 0.338999 1.311835

-4040.01084189
144387 -1.273640 0.307749
485103 -2.895549 -0.276329
504530 1.843506 1.570408

669495 -1.296051
696646 -1.174929
062139 -0.972866
349554 -2.886691
816882 -0.321975
276120 -2.972341
365586 -3.728152
882591 -3.206752
182502 0.879082

272726 1.167206
690168 2.427892

.018218 3.394669

929131 3.106784

H 0.117052 -0.116262
-0.029111 0.397420
-0.767591 2.651517
-1.349947 4.381133

2.377477
3.720084
4.443833
3.826841
2.470114
-4
-5
-6
-6
-4
-4
-6
=7
-6
-4
TS:o"
52
Energy:

Cu 0.

Cl 1.

Cc -0.

o -1.

S -2.

0 -2.

Cc -3.

0 -3.

F -4.

F -2.

F -3.

Cc -0.

Cc -0.

Cc -0.

c -1

c -0.

H

H

H

H

-1.184988 3.870485
C 2.675824 0.040879 -

2
3
4
3
2
2
4
5
3
1
0

-0.945565
-0.880413
-0.033890
0.757015
0.706561
-1.580120
-1.483699
0.012813

0.894062
-0.221592
-1.526470
-0.275904
0.142999
-1.218460
-0.553279
0.891708
.537162
.887849
.308056
.363280
.008420
.221452
.617206
.370546
.682017
.276387
.519388
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.909206 0.046880 0.480017
.119235 -0.153359 -0.362675
.145926 0.248491 -1.732337
.689804 0.246375 -1.807861
.189883 0.504664 -0.425939
0.380459 1.581720 0.134780
-1.007107 2.538097 -0.826563
-2.390635 2.540149 -1.015831
-2.961106 3.455861 -1.893686

4

4

3

I ©OON B

-2.162256 4.366159 -2.580030
-0.782410 4.362749 -2.393197
-0.203883 3.447533 -1.520475
2.681934 -0.020632 -2.548751
0.334868 1.051230 -2.464984
0.328466 -0.709788 -2.212449
-3.010081 1.813194 -0.487497
-4.038576 3.450584 -2.046643
-2.615634 5.079732 -3.265991
-0.155340 5.077108 -2.924172
.875839 3.438470 -1.360191
.032953 0.444510 -1.235965
.392078 0.223831 -1.063368
.835689 -0.598159 -0.029837
.924464 -1.194058 0.838298
.564143 -0.968998 0.680858
.684170 1.111227 -2.024441
.107937 0.697165 -1.732057
.901970 -0.774172 0.100062
.275535 -1.841365 1.638905
.831188 -1.442822 1.330383

jasjipeciaciiie i« O N O NONO NN it =z =z = Ji i sl O NONONONONONONONO - IR o]

WUy U1 O

Reaction 25
reactant

35
Energy: -861.351288851
C 0.034304 2.572671 -1.087558
C 0.835824 1.345333 -1.350993

-1.287548 2.430159 -0.727543

-1.745780 3.328419 -0.622143

-1.934509 1.284749 -0.111723

-2.924197 0.634922 -0.969315

-1.159800 0.563576 0.183703

-2.413783 1.607668 0.824881
0

-3.735226 0.102365 -1.695284

-4.692028 -0.523857 -2.548682
-4.381814 -0.784637 -3.890834
-5.315444 -1.392516 -4.718907
-6.566025 -1.749700 -4.221378
-6.881463 -1.495407 -2.889292
-5.953653 -0.885939 -2.055929
-3.401661 -0.501614 -4.271370
-5.065542 -1.589408 -5.760043
-7.295978 -2.226867 -4.873029
-7.858340 -1.773201 -2.497177

oOmmmOaznTomTOQOOOOOOEDTD DT T mn T QI =

-6.192537 -0.682274 -1.013525
0.314788 0.168777 -1.906894
1.142767 -0.902043 -2.191344
2.513300 -0.823480 -1.922166
3.048938 0.349197 -1.383558
2.208463 1.422369 -1.118842
-0.746062 0.096072 -2.148517
0.756276 -1.818062 -2.633353
3.234982 -1.926249 -2.224507
4.112787 0.438278 -1.178653
2.612711 2.354167 -0.727549
4.621726 -1.892967 -1.991484
5.009118 -2.866928 -2.301032
5.112448 -1.105244 -2.582478
4.849575 -1.736485 -0.926395
0.518267 3.688523 -1.202873
I
70

Energy: -4461.98507866
Cu -1.490781 0.407031 0.543941
€l -2.190124 0.117329 2.578283
C -2.118680 2.178991 0.830575
0 -0.978520 -1.520276 0.365274
S -0.323433 -2.320861 -0.726829
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0 0.832560 -1.664011 -1.342583
C 0.395822 -3.671810 0.288078

-3

-0.
-1.

133625
.541850
.885926
.844739
463730

4
4
3
2

138508
.474364
.811844
.814620
.475849

0
0
0
0

. 0.
1.599629 2.099985 -1.
1.257218 3.252885 -1.
2.983560 1.623322 -1.
0.749013 1.172159 -2.

-1.270499 -2.979255 -1.619282
1.190410 -4.423225 -0.459691
1.117389 -3.162032 1.289585

562289 -4.422824 0.801514
3.

.709161
.636251
.721775
.885078
951899
540386
295859
295086
081808

¢}
F
F
F
[
¢
¢
¢
[
¢
¢}
[
N
C -0.627535 1.520038 -2.295507
C -1.619382 0.765866 -1.499499
C -2.697018 0.177973 -1.342774
C -3.975979 -0.393094 -1.118672
C -4.130830 -1.767929 -0.871128
C -5.403123 -2.278509 -0.663781
C -6.515812 -1.441296 -0.710990
C -6.367373 -0.079368 -0.968287
C -5.102444 0.450477 -1.166642
H -0.079545 2.892124 0.617282
H -0.779796 5.239202 0.493700
H -3.190321 5.855760 0.671064
H -4.898941 4.072055 0.979610
H -4.202749 1.693185 1.114574
H 0.958887 0.183496 -1.938932
H -0.725233 2.590752 -2.059663
H -0.907800 1.383238 -3.351518
H -3.251375 -2.409368 -0.860653
H -5.528654 -3.341170 -0.467886
H -7.510227 -1.854205 -0.549646
H -7.240590 0.568273 -1.012480
H -4.962899 1.511365 -1.369133
0 2.461909 -0.516858 1.001745
C 3.373107 -1.352053 1.732530
C 4.101802 -2.221918 0.741363
C 1.417730 0.056329 1.579801
0 0.677485 0.735892 0.880794
C 1.178953 -0.156231 3.042404
H 4.065068 -0.703455 2.291731
H 2.817479 -1.969082 2.448656
H 4.709206 -2.962367 1.275540
H 3.381407 -2.749961 0.106177
H 4.760153 -1.630974 0.095852
H 2.100681 -0.095789 3.631320
H 0.452542 0.579031 3.394134
H 0.737262 -1.152151 3.188540
C 3.545025 0.523690 -1.953224
C 4.848125 0.144551 -1.693294
C 5.605207 0.834166 -0.740150
C 5.056927 1.934605 -0.077393
C 3.757407 2.326504 -0.376234
H 2.968984 -0.032175 -2.691296
H 5.309189 -0.698079 -2.205636
O 6.850601 0.347302 -0.520762
H 5.632269 2.493258 0.656889
H 3.314756 3.193819 0.110653
C 7.647084 0.988077 0.443931
H 8.594769 0.444284 0.473137
H 7.842079 2.037761 0.177915
H 7.180393 0.953361 1.440801
I,
56
Energy: -4154.46020398

Cu 0.010975 0.016563 -0.041615
Cl 0.036309 -0.014789 2.086563

C 1.873968 -0.
-2.

-1

-2

-2

-4
-2

T O QO o

-2.

-0.

005702
.934157
597923
.877451
532449
.857815
.129128
.333686

C 2.603827 -

0.

1
2
2
2
3
2
2
1

349386
.769915
.015379
.699278
.224963
.987599
.269295
.517606
.171525

0

0.

0
1
0

000201 0.276445

0.309939
0.817533
2.083795
.450849
0.676052
148668
.467851
.640041
.303793
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.990205 -1.051098 0.196551
.588550 0.203177 0.100016
.810457 1.355848 0.112704
.421722 1.268036 0.226685
.119478 -2.145513 0.380946
.599741 -1.953693 0.196103
.672066 0.281917 0.029554
.275876 2.338301 0.051153
1.800017 2.160879 0.267919
-0.623998 -3.170939 0.580584
0.436458 -3.559965 0.099547
-0.984487 -3.373583 2.000543
-1.541948 -2.509911 -0.202014
-1.193455 -2.214370 -1.571494
-0.178690 -1.151163 -1.747999
0.577941 -0.356018 -2.304122
1.538159 0.500237 -2.906833
1.201465 1.816851 -3.258069
2.167013 2.639651 -3.818598
3
3
2

BT DN WS W

.456712 2.158945 -4.036205

.790256 0.848587 -3.699478

.835936 0.016768 -3.134854
-2.216378 -1.890791 0.234795
-0.803225 -3.127296 -2.037389
-2.103430 -1.909904 -2.101597
0.193630 2.178155 -3.065149
.912997 3.663094 -4.086298
.209471 2.812148 -4.474748
.798846 0.478235 -3.872251
.079201 -1.005071 -2.848812
0.050507 -3.663399 2.898692
-0.208423 -3.829637 4.242725
-1.519817 -3.719256 4.722709
-2.564841 -3.448541 3.836769
-2.287076 -3.275706 2.485722
1.065175 -3.739949 2.512394
0.584490 -4.040533 4.957014

mTmImo@DnTDoODTDIQoOOOQErDoDoDoDEDIDIDOoOOO00000zoa0ommmImT OO0
W

-1.672842 -3.896391 6.052335
-3.591647 -3.373944 4.184651
-3.117148 -3.090024 1.804832
-2.965392 -3.770544 6.594259
-2.863988 -3.929804 7.670618
-3.381726 -2.768254 6.414732
-3.651730 -4.525011 6.181532
TS
56

Energy: -4154.43961176

Cu -0.812133 -0.626954 -0.550159
Cl 0.018685 -1.478905 -2.336095
C -2.117875 -1.980649 -0.618703
0 0.424536 0.919669 -0.557236

S 0.671280 2.199445 0.198575

0 1.946988 2.197513 0.919133

C 0.891926 3.367965 -1.195312

0 -0.489503 2.696867 0.935465

F 1.136811 4.578733 -0.718645

F 1.894754 2.989249 -1.966471
-0.224951 3.403601 -1.914075
-1.963592 -3.123908 0.144085
-2.994940 -4.063412 0.134797
-4.136423 -3.850462 -0.631690
-4.253205 -2.698105 -1.402111
-3.232708 -1.747996 -1.405565
-1.071355 -3.279999 0.747136
-2.898404 -4.966281 0.736491
-4.935786 -4.589515 -0.634069
-5.138533 -2.531840 -2.014021
-3.322613 -0.845615 -2.010559
1.428453 -0.790454 1.766237
0.454161 -1.466248 1.355751
2.772413 -0.923766 1.234910
1.165770 0.102989 2.763369
-0.236340 0.088619 3.157733
-1.067352 -0.202730 1.981336
-1.822498 0.012568 0.990252

ooz aooammmnmIT O

-3.123641 0.627179 0.751341
-3.266700 1.723898 -0.103583
-4.534987 2.226463 -0.366265
-5.661036 1.637639 0.202616
-5.517473 0.538933 1.044479

5134



DTEmIZo@DnTmoOoOEmIETOOOOQQImDm DD mmim T Q

oo N OO WN S OO W

TS..>

56
Energ
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388638
518964
382461
.641718
.651662
.393837
.131584

.892734
.153305
.321691
.212490
.948400
.770829
.037444
.589241
.320774
.080055
.825419
.904081
.508541
.308135

-0
1.
2.
3.
2.
0.
-0
0.
0.
1.
1.
1

-4.254059 0.031723 1.319876
1.632119 1.007881 2.671203

-0.
-0.
-2.

.653453 3.953209
081153 3.531948
192555 -0.531058
086870 -1.024208
033614 -0.013810
069107 1.487544
.850777 1.947614
441954 1.931533
568911 1.393160
171277 0.136749
655270 -0.564302

.533842 -0.010686

0.016377 2.911551

0.
1
2
1
1
1
2
1

209973 1.914644

.239414 -0.306608
.113609 -1.543247
.888492 -0.564810
.814617 -1.573013
.758479 -1.736365
.867032 -1.600684
.258607 -2.367627

y: —-4154.44909218

Cu 0.794430 -0.663467 0.280542
Cl 0.244428 -1.447171 2.231363
C 2.490563 -1.

.348442
.445605
.688868
.636790
.825433
.048443
.095014
.919029
1.408622 0.752878 -2.371270

.753284
.064495
.399453
.408377
.095314
.503866
.860122
.704053
.647080
.306551
.101170
.179642

610527 0.295673

-0.678885 0.686118 0.323076
-0.633604 2.157320 0.006253
-1.022194 2.448182 -1.381033
-2.044159 2.739713 1.023021
0.553835 2.832823 0.517804

-2.207960 4.041001 0.833876
-3.146990 2.104016 0.656486
-1.806689 2.509828 2.301363
2.576835 -2.700032 -0.561170
3.493042 -3.708171 -0.266244
4.314597 -3.601431 0.850722
4.221600 -2.490037 1.687597
3.304519 -1.483818 1.416331
1.932207 -2.771719 -1.435056
3.564601 -4.573605 -0.922495
5.036011 -4.386257 1.070381
4.856498 -2.409517 2.567872
3.221462 -0.614686 2.065946

-1.336980 -1.104742 -1.558776
-0.504986 -1.892773 -1.075842
-2.753527 -1.118923 -1.184633
-0.931556 -0.147961 -2.447263
.485497

-0.029758 -2.664550

0
0
0
2.
2
2
0
0

.0
.1
.8
1
.8
.2
.8
.1

40302 -1.457714
20586 -0.841437
13609 -0.577695
55168 -0.182289
48548 0.017628

16608 -0.181003
78908 -0.573592
69995 -0.761347

-0.891407 -3.248611
0.876803 -3.257524
2.629059 -0.024269
3.889854 0.331344

2.766716 -0.025506
0.387399 -0.728037
-0.879360 -1.053758

-0.
-0.
-1.
-1.

-1

-0.
-0.

-1
-2
-2
-1
-1

540275 -1.978765
527631 -1.549099
082226 -0.306474
657868 0.494514

.676063 0.049147

121141 -2.952815
095016 -2.151452
.013818 0.027539
.079656 1.467057
.094857 0.673725
.545586 1.270148
.384741 1.340967
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-6.891303 -2.623465 1.332405
-6.602868 -1.032183 2.105186
56

ergy: -4154.50471311

u -0.020266 -0.512405 0.671752
1 0.991208 -2.034790 1.910556
-2.373598 0.942774 1.574613
-1.434622 -1.601967 0.124765
-1.334133 -1.922570 -1.370983
0.035925 -1.726664 -1.850123
-1.613255 -3.736496 -1.328301
-2.421183 -1.349608 -2.149993
-1.582429 -4.191098 -2.572730
-0.668160 -4.320804 -0.622142
-2.795785 -3.992724 -0.797524
-1.457352 0.688971 2.603769
-1.874255 0.087354 3.787402
-3.211038 -0.247215 3.962193
-4.134284 0.034368 2.956072
-3.721443 0.627102 1.771060
-0.424405 1.027946 2.511162
-1.145659 -0.119594 4.568674
-3.538541 -0.723268 4.884543
-5.183091 -0.223690 3.092540
-4.436244 0.819516 0.971811
2.033079 0.949787 -0.274973
1.455974 0.610706 0.798369
3.494767 1.008181 -0.274394
1.364004 1.249980 -1.391302

-0.091577 1.288371 -1.527873
-0.804117 0.935474 -0.276162
-1.905867 1.457067 0.269333
-2.710095 2.493287 -0.421089
-3.110972 2.309539 -1.748468
-3.870270 3.283013 -2.390337
-4.235722 4.442490 -1.714023
-3.854487 4.622502 -0.385865
3

-3.103719 3.649936 0.261038
1.900034 1.297818 -2.248816

-0.386505 2.312055 -1.812167
-0.359959 0.611945 -2.351580
-2.863625 1.375165 -2.254561
-4.188806 3.126622 -3.419566
-4.829854 5.203315 -2.217563
-4.148040 5.524307 0.148937
-2.809782 3.780036 1.302532
4.227468 1.840425 -1.133864
5.605557 1.830817 -1.101445
6.281586 0.980355 -0.212713
5.558114 0.150477 0.649690
4.,172193 0.174090 0.619853
3.716149 2.531295 -1.804452
6.197413 2.477642 -1.744875
7.623279 1.040876 -0.263551
6.063794 -0.517666 1.341215
3.591264 -0.473929 1.276752
8.365231 0.215036 0.608197
9.417446 0.422949 0.401859
8.148594 0.447495 1.660529
8.161825 -0.848854 0.421148
TS:”
56

Energy: -4154.47576685
Cu -0.158331 -1.199961 0.263262

C
C

Qs O QO no

1 1.288235 -2.722188 -0.364877
-1.081828 1.823199 1.588931
-1.940639 -1.428907 0.908109
-3.017194 -1.400962 -0.164543
-2.460454 -1.125264 -1.491223
-3.500348 -3.168387 -0.213506
-4.202040 -0.667337 0.253008
-4.444596 -3.340645 -1.126821
-2.448927 -3.908566 -0.528368
-3.962281 -3.544735 0.967949
-0.627108 0.888059 2.530792
-0.691272 1.155042 3.887410
-1.214868 2.364238 4.338822
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React
react

35
Energ

-3.

.676216
.613798
.243121
.343239
.271241
.092489
.975489

.172390
.433703
.620649
.579052

126322

.329332
.989413
.750403
.128304
.822120
.152659
.778260
.076529

324724
171546
647216
.894566
702906
.251863

.000256
.472676
.839668
.384534
.541384
.168036
.061327
.522840
. 725767
.945330
.498527
.340260
.416396
.097376
.042490

ion 26

ant

y: -861

3.300228 3.419040
3.033266 2.058323
-0.069802 2.191223
0.407528 4.597423
2.570759 5.406119
4.245606 3.762264

3.772393 1.345942
0.329486 -0.651459
0.261789 0.373922

0.255858 -0.537763
0.506011 -1.840675
0.381141 -1.854360
0.580788 -0.447233
1.586417 0.146363
2.478529 -0.779443
2.318850 -0.941632
3.177833 -1.787991
4.190084 -2.469730
4.346813 -2.310870
3.489993 -1.469697

2.097988 0.276428 -2.679626
-0.
-0.
-3.

1.158549 -2.484917
-0.599016 -2.254223
1.512851 -0.418715
3.047463 -1.919726
4.857922 -3.130449
5.140223 -2.839043
3.604881 -1.332139
0.865675 -1.471440
0.748267 -1.343108
0.006523 -0.283409
-0.603288 0.651522
-0.470222 0.522565
1.468050 -2.281225
1.222675 -2.043636
-0.056882 -0.252649
-1.189880 1.471794
-0.963199 1.224310
-0.793811 0.783053
-0.716675 0.613468
-0.375169 1.770000
-1.851355 0.751645

.350540233

C 0.162344 1.951657 -0.879202
C 0.759687 0.583812 -0.964692

-1.
-1.
-2.
-3.
-1.
-2.
-3.
-4.
-4.
-5.
-6.
-6.

mImao@DmomITITOoOOOQQEDD@DnoDmTDmOO0QEmITQOm=z
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BTN NDO T NN OO

188742
491658
093949
091025
499053
599380
912944
884228
902938
849261
786065
773765
.830748
.166469
.855585
.526585
.504504
.813949

.096357
.763453
.066867
. 737309

086962

2.064796 -0.650913
3.032435 -0.659044
1.094480 -0.060343
0.573649 -0.993851
0.268677 0.353030
1.560394 0.799493
0.143771 -1.773544
-0.363842 -2.687430
0.072965 -4.019480
-0.425080 -4.904647
-1.361816 -4.476057
-1.800530 -3.154660
-1.307071 -2.263479
0.804881 -4.346541
-0.079936 -5.937130
-1.750586 -5.172900
-2.532959 -2.815826
-1.645007 -1.228738
-0.508510 -1.520765
-1.728492 -1.628291
-1.862220 -1.181979
-0.761077 -0.636053
0.464390 -0.539390

0.920286 -0.408489 -1.899084
.256765
.602124
.012488
.579068
. 734596
. 727338
.834503

-2.584058 -2.071437
-2.807185 -1.252396
-0.986608 -0.239010
1.354924 -0.156979
0.099282 0.288168

-0.283555 0.538410
0.913177 -0.445316
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H 4.260756 0.496732 1.198475
0 0.845849 2.953158 -1.024824

I

70
Energy: -4461.98446527
Cu -1.316596 0.499235 0.524437
Cl -2.031917 0.400677 2.573204
C -1.714535 2.352807 0.703046
-1.021111 -1.488985 0.454190
-0.577101 -2.406757 -0.652791
0.666536 -1.989949 -1.307519
-0.108017 -3.878313 0.341255
-1.662959 -2.864021 -1.512283
0.501045 -4.763159 -0.433326
0.728218 -3.531195 1.322210
-1.181912 -4.429313 0.878656
-0.623743 3.167828 0.475742
-0.862787 4.539336 0.341161
-2.146713 5.052653 0.467315
-3.214172 4.198246 0.731775
-3.003343 2.826545 0.862295
1.916334 1.630239 -1.728416
1.715487 2.828716 -1.559443
3.254577 1.022242 -1.481084
0.954216 0.771847 -2.182483
-0.374943 1.263481 -2.414949
-1.438964 0.731918 -1.535725
-2.586120 0.325748 -1.309684
-3.930741 -0.017555 -1.015223
-4.288949 -1.317949 -0.620445
-5.617642 -1.597603 -0.339931
-6.588100 -0.604785 -0.458715
-6.238515 0.683072 -0.861028
-4.913561 0.983729 -1.133521
0.384709 2.783808 0.350132
-0.018498 5.190341 0.118768
-2.318326 6.123057 0.368354
-4.221017 4.594313 0.857836
-3.827143 2.157288 1.103236
1.056918 -0.227468 -1.998169
-0.333730 2.356245 -2.292132
-0.692733 1.053426 -3.447807
-3.518864 -2.083979 -0.555982
-5.900238 -2.601073 -0.029217
-7.628652 -0.837081 -0.238133
-7.001338 1.452783 -0.958762
.617329 1.984263 -1.445005
.465183 -0.896255 0.904157
.232785 -1.904492 1.580298
.731638 -2.869921 0.538599
.508994 -0.211912 1.508996
.869923 0.591290 0.839996
.247024 -0.446215 2.964116
.061135 -1.406935 2.106128
.606576 -2.417965 2.318734
.271336 -3.693584 1.021019
.890976 -3.281598 -0.031369
.407419 -2.367110 -0.160036
.172172 -0.519872 3.546549
.617273 0.359299 3.346521
.687752 -1.385297 3.079608
.702780 -0.112008 -2.150690
.989566 -0.584575 -1.897486
.802191 0.041733 -0.965931
.343705 1.177639 -0.287876
.076482 1.679447 -0.561831
.071245 -0.610765 -2.883315
.360869 -1.457522 -2.432796
.807150 -0.316679 -0.750104

I
S

.209562 1.720180 0.604255
.687158 2.576840 -0.087567
.805411 2.886467 1.276885

momoDoO@DnoOoOnDTDooooaEmDmDDDIDoDTDOoo0OmDDIoDoDnoDoDDID DD TDTOOOOO00000z00000000Q"Ag000n0

SO UTWoOoOUTWs U WOONDBNBENDBRER,OR,WWN

1

2

2
.634124 3.168433

3

2

1.931660
.602137 3.709137 0.575087
.905876 2.711914 1.887254
I
56

Energy: -4154.45783591
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Cu 0.021612 0.010547 0.000244
Cl 0.040552 0.019674 2.128351
C 1.090282 1.533185 0.335818

TImIToDoDnDIDornQOoooaErDmoDn D DD Dm0z aoo0ommEmD oM O00O0no

TS;c

-1.389109 -1.470212 -0.286921
-2.513489 -0.603998 -0.801622
-3.087026 -1.010320 -2.070566
-3.823311 -0.843359 0.459111
-2.089059 0.807750 -0.659910
-4.862649 -0.083610 0.152017
-4.193604 -2.113878 0.471464
-3.368332 -0.505711 1.651494
2.468315 1.468373 0.391063
3.159200 2.675749 0.277609
2.469402 3.879258 0.149370
1.078812 3.894595 0.137450
0.359546 2.703872 0.255618
2.994574 0.518772 0.495427
4.248002 2.664214 0.298858
3.021985 4.814303 0.074885
0.536402 4.834822 0.051394
-0.728932 2.700388 0.275365
2.298421 -2.314070 0.672132
3.236428 -1.676433 0.206604
2.227407 -2.721486 2.100903
1.241909 -2.685598 -0.120865
1.218164 -2.245295 -1.495934
0.907425 -0.811624 -1.689869
0.681494 0.256319 -2.257161
0.510387 1.527117 -2.868634

-0.766441 1.970936 -3.247564
-0.908377 3.227094 -3.817867

oONOR RO

.208226
.477844
.633808
.347805
.202783
.467843

4.036835 -4.016386
3.594860 -3.649565
2.342575 -3.076112
-2.907038 0.304015
-2.437223 -1.939305
-2.835200 -2.035015

-1.628846 1.332396 -3.067235
-1.896491 3.578564 -4.107186

BB WOoOONWWERENDNNDWNNO

A

56

.087637
.346131
.613380
.028834
.987379
.145263
.358983
.389533
.680945
.796096
.095720
. 714794
.789327
. 767549
.470016
.765103
.085736

Energy: -415
Cu -0.078530 0.122151 -0.011261
Cl -0.258245 0.250398 2.125568
C -1.211659 1.622710 -0.112810

mmEmTm T Q"m0 00no

0.

| PP OR W

951674

.570830
.031975
.013709
.980094
.463917

459763

.315406
.674557
.555603
.931035
.438755
.574301

5.022833 -4.462359
4.232219 -3.804913
1.986406 -2.761228
-2.022734 2.993623
-2.316588 4.356320
-3.328860 4.820217
-4.037776 3.914072
-3.744479 2.559920
-1.228670 2.636199
-1.570077 5.144909
-3.574623 5.878066
-4.834756 4.281137
-4.330295 1.866234
-1.808484 6.529345
-1.101643 6.978288
-1.635527 6.949612
-2.834090 6.771861

4.43957405

-1.563176 0.046372
-2.564504 -0.896285
-2.578114 -0.828996
-4.127830 -0.119238
-2.573991 -2.234557
-5.153839 -0.824007
-4.217064 1.120408
-4.159779 -0.109786
2.886408 -0.276765
3.958589 -0.424489
3.750962 -0.395941
2.468898 -0.212211
1.385424 -0.062734

0.402503 3.040600 -0.306451

-1

-3.

-4
-2

.154549
610457
.514225
.971289

4.961515 -0.564973
4.593748 -0.510804
2.301928 -0.176690
0.380397 0.081818
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3.038278 0.534501 -0.866887
1.988519 1.199290 -0.712131
3.991380 0.266479 0.208776
3.271867 0.051864 -2.114820
2.224409 0.402285 -3.063097
0.938219 0.486445 -2.357234

0.207942 0.137369 -1.955072
-1.465697 -0.297775 -2.553214
-1.996266 -1.563348 -2.286957
-3.235123 -1.909776 -2.812098
-3.953786 -1.003142 -3.586557
-3.428479 0.260123 -3.840873
-2.188453 0.616381 -3.326110
3.702954 -0.870800 -2.166889
2.475599 1.349002 -3.560716
2.135318 -0.391578 -3.816230
-1.424821 -2.275721 -1.695045
-3.641545 -2.899153 -2.610919
-4.926432 -1.280557 -3.988899
-3.987870 0.976507 -4.439910

mTmTomoOmDmoOoODN Do @DDoDDEZIZD DO 000=z000

-1.783697 1.615728 -3.485864
5.332179 0.011540 -0.080166
6.207694 -0.244438 0.969677
5.747767 -0.261966 2.276113
4.398081 -0.015210 2.562087
3.513790 0.267065 1.524302
5.691239 0.041850 -1.106844
7.259490 -0.435305 0.766746
6.414393 -0.472321 3.110185
4.053646 -0.072976 3.862199
2.456482 0.447839 1.708393
2.688165 0.102522 4.186883
2.614729 -0.029013 5.268942
2.336703 1.108654 3.915862
2.054801 -0.637801 3.678108
TSa:”
56

Energy: -4154.44594850
Cu 0.937297 -0.669432 0.377904
Cl 0.716670 -1.348835 2.428223
C 2.704774 -1.460230 0.219091
-0.646496 0.535340 0.514783
-0.842897 1.979663 0.137965
-1.336985 2.145342 -1.236591
-2.287006 2.366052 1.201610
0.246730 2.852882 0.558397
-2.685974 3.607177 0.963489
-3.274890 1.528265 0.920023
-1.959680 2.248636 2.475168
2.781004 -2.583936 -0.594335
.808071 -3.499258 -0.373225
.746391 -3.268656 0.626815
.660382 -2.125414 1.420426
.634451 -1.211253 1.223652
.044804 -2.754727 -1.377263
.873221 -4.389634 -0.995831
.553413 -3.980864 0.788256
.387391 -1.948293 2.210682
.556166 -0.319192 1.841894
-1.353432 -1.386593 -1.166689
-0.424341 -2.087582 -0.736119
-2.719107 -1.435428 -0.610045
-1.125376 -0.481566 -2.161127
.244099 -0.270429 -2.546281
.216333 -0.030319 -1.451533
.355759 0.191925 -0.956836
.522554 1.042314 -0.844819
.340372 2.379177 -0.472868
.445971 3.220322 -0.411166
2
1
0

WOUUowWwN WD s W

.712820 2.737963 -0.722890
.888859 1.404072 -1.090732
.798989 0.549196 -1.141006
1.674200 0.378414 -2.107308
.611039 -1.145566 -3.103150
.279959 0.595569 -3.220829
.340348 2.737206 -0.223862
.311977 4.259006 -0.116290
.573315 3.403207 -0.675323
.881585 1.030041 -1.333153
.921790 -0.499412 -1.410542
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Energ

1.

BB NOOWWNRE -

-1
-1
-3
-1

1
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TSy

56
Energ

.818235
.082407
.232657
.121638
.864490
.730931
.092310
.207177
.248802
.986633
.380099
.036282
.739429

-1

.991584 -1.338335
.970769 -0.747623
.388072 0.575486
.833635 1.291391
.869091 0.712078
.674002 -2.376043
.533603 -1.537761
.370666 1.057340
.147612 2.325580
.186085 1.272386
.464198 -0.978953
.079809 -1.763980
455599 -0.663112

.411018 0.219443 -0.117072

y: —-4154.50460161

Cu -0.206220 0.301680 0.608906
Cl -1.651177 1.576402 1.709286
C 2.373907 -0.469565 1.661979
0 0.904901 1.691016 0.033985

S 0.787018 1.884079 -1.482019

-0.468185 1.312590 -1.976432
0.591576 3.707582 -1.562143
2.013728 1.561975 -2.194899
0.478365 4.055939 -2.835274
-0.490214 4.073283 -0.906887

654349 4.292986 -1.039509

.371882
.559244
.752970
.767214
.582488
.470802
. 764375
.899404
.705058
.361383

.811310
.365583
.255693
.032341

.406269
.949417
.118033
.188208
.594701
.605158
.216052
.826965
.824858

.500510

.925450
.585556
.146455
.924833
.006184
.310605
.521509

.794948
.179859
.001543
.452588
.069337
.150722
.624632
.085384
.326264
.592947
.797831
.658766
.173966
.196478

-0.
0.3
1.0
0.9
0.1
-1.
0.3
1.6
1.4
0.1

-1

-1

-1

-1

1

I
W B NOoOONIT NWWwNhHRE O

L
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-2.

0.
1.
0.
1.

411528 2.640007
38565 3.797605
20064 3.996924
37729 3.043556
97046 1.884607
018065 2.535497
87001 4.539138
12348 4.898183
67796 3.200386
57297 1.124032
.580125 -0.381310
.151446 0.721516
.832997 -0.487539
779962 -1.443987

.526222 -1.493282
.947896 -0.238045
.150246 0.374573

.979021 -0.228888
.752475 -1.547983
.526334 -2.109913
.527642 -1.361823
.745705 -0.041608
.970091 0.526237

.923030 -2.331020

.481580 -1.676174
.867977 -2.354873
.931976 -2.110471
.335650 -3.132946
.132841 -1.803131
.522039 0.548898
.128885 1.561042

.807497 -1.326211
.939162 -1.387454
104786 -0.645231
.122461 0.189912
.995203 0.282039
.484173 -1.886330
.704372 -2.020432
.190121 -0.691706
.350462 0.861121
.245031 0.912382
678791 1.677439
195449 2.107198
270907 2.485410
387636 1.090989

y: —4154.47037204
Cu -0.239157 -1.296554 0.294417
Cl 0.856601 -3.049179 -0.413057
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-0.

0.
0.
-0
-1
-1

2.

-0.
-0.
-3.
-4.
-3.

I
o

U oo WwWo JoyWwd Uloy Ul O

.577135 1.981471 1.282676
.939327 -1.121643 1.135671
.110030 -1.035281 0.166142
.662522 -1.035117 -1.228214
.883910 -2.678422 0.415124
.099619 -0.051171 0.575895
.933604 -2.792765 -0.384442
.009603 -3.629200 0.126321
.275200 -2.810145 1.672125
.181712 1.111491 2.310154
.098734 1.549643 3.620558
.410949 2.869200 3.939389
.809148 3.743810 2.933867
893833 3.305758 1.619278
038080 0.073521 2.078966
196869 0.851042 4.400787
.352976 3.210549 4.971436
.060763 4.775375 3.173350
.204559 3.998204 0.839241

.245391 -0.267084 -0.911475
.609788 -0.090071 0.162711
.689698 -0.530446 -0.902894
.587130 -0.146196 -2.067330
.136287 -0.040288 -2.005090

.198538 0.394850 -0.617440
.633904 1.560419 -0.119722
.305130 2.453599 -1.112531
.698721 2.522347 -1.167081
.307222 3.377912 -2.079672
.536386 4.160961 -2.934251
.146674 4.090525 -2.881469
.530617 3.235411 -1.974066
049746 -0.351155 -2.943340
218167 0.727140 -2.705922
333976 -0.997545 -2.271406
297489 1.895146 -0.504187
393494 3.425176 -2.126477
019758 4.827150 -3.646865
.540767 4.705784 -3.544642

.557880 3.175364 -1.918123
.287687 -1.279627 -1.913913
.659955 -1.509250 -1.859232
.416920 -0.996454 -0.819922
.809648 -0.258447 0.204538
.437397 -0.029273 0.167793
.688038 -1.743143 -2.695933
.140427 -2.106869 -2.630822
.490113 -1.165272 -0.760516

.632919 0.184258 1.176387
.924771 0.529070 0.946230
.063082 0.891371 2.254245
.886492 1.135516 2.929297
.584467 1.822570 1.916702
.323990 0.278441 2.790338

Reaction 27

reactant

35

Energy: -861.349375354
C 0.099602 -0.815301 -0.011702
0 0.094976 -1.180258 1.151035
C 1.339295 -0.597654 -0.822531

mmIEmTomTOOQOo0omToam=z

-1.

063093 -0.621041 -0.708411
.050701 -0.131626 -1.593368
.336426 -0.780775 -0.025430
.447590 -0.632002 -0.951350
.348604 -1.771795 0.451423
.421265 -0.055403 0.800644
.366035 -0.494900 -1.729142
.453204 -0.332504 -2.639426
.670220 -1.265986 -3.662731
.728250 -1.102420 -4.546438
.583297 -0.010568 -4.420859
.375969 0.920629 -3.406509
.318341 0.764473 -2.521165
.998453 -2.118078 -3.751035
.888374 -1.832757 -5.337787
.413090 0.114445 -5.114432
.043038 1.775027 -3.305353
.147708 1.487679 -1.725586
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.451102 -1.169237 -2.087825
.615177 -1.045917 -2.840479
.680692 -0.328220 -2.315941
.591586 0.263644 -1.058616
.424990 0.133770 -0.303075
.611654 -1.747978 -2.472981
.688189 -1.511731 -3.820769
.601458 -0.219491 -2.887167
.436367 0.829446 -0.674476

DTImTmQO@mD DD T OO0
WEBENWNBEDNONWWNRE

.246590 0.704665 0.905508
.314253 1.423087 1.468784
.965879 1.770605 2.444469
.200583 0.786400 1.609056
.590228 2.292683 0.852611
I
70

Energy: -4461.97202338

Cu -1.448576 0.411906 0.611278
Cl -2.687156 -0.008636 2.352450
C -1.667322 2.225755 1.149953
-1.383480 -1.529363 0.123224
-0.628678 -2.266642 -0.949410
0.727621 -1.767539 -1.177278
-0.382911 -3.875758 -0.101991
-1.436376 -2.573878 -2.124206
0.419767 -4.644674 -0.822869
0.183940 -3.681722 1.092607
-1.537670 -4.491915 0.076039
-0.476802 2.884623 390414
-0.531058 4.271275 568568
-1.744266 4.945169 533756
-2.925753 4.238910 320679
-2.897426 2.858088 1.134680
2.430361 1.656832 -0.817989
2.292931 2.709495 -0.211993
3.715065 0.892505 -0.874695
1
0

1.
1.
1.
1.

.417485 1.116626 -1.574464
.179378 1.821107 -1.723959
1.057383 1.134435 -1.296202
-2.239800 0.799254 -1.444723
-3.624364 0.510320 -1.559891
-4.090156 -0.810289 -1.676490
-5.453362 -1.039144 -1.784102
-6.350332 0.026965 -1.785911
-5.890983 1.339018 -1.683954
-4.532617 1.586158 -1.566272
0.487011 2.381856 1.388381
0.404567 4.808290 1.717674
-1.773788 6.023463 1.680232
-3.884623 4.755635 1.315283
-3.820129 2.295017 1.006017
1.473681 0.160507 -1.908800
0.281931 2.753403 -1.148015
0.019896 2.101779 -2.777531
-3.373103 -1.629195 -1.688818
-5.820009 -2.059789 -1.869434
-7.418571 -0.165325 -1.871222
-6.595034 2.168553 -1.694633
.151718 2.603406 -1.487469
.071718 -1.445782 1.668191
.576053 -2.544131 2.440763
.454279 -3.349332 1.521118
.005082 -0.755603 2.042940
.606077 0.119691 1.288288
.346920 -1.081032 3.346458
.136919 -2.146656 3.299155
.741618 -3.146932 2.818778
.823485 -4.246012 2.031891
0
1
4

I
S

.880864 -3.654479 0.635978
.311388 -2.752712 1.189627

HAENWRFEFWOOR WNN

.070671 -1.308011 4.136297

-0.291354 -0.246622 3.644337
-0.304071 -1.955687 3.205460
.720561 -0.501355 -0.894603
.908933 -1.219473 -0.991332
.113740 -0.535493 -1.059728
.138067 0.855180 -1.038280

.946861 1.579964 -0.953062

.777606 -1.040430 -0.808611
.885023 -2.307190 -1.026389
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7.053014 -1.081350 -1.138676
7.091644 1.372090 -1.103633
4.904519 2.928034 -0.983426
6.111799 3.633783 -1.101433
5.843845 4.693394 -1.111165
6.781503 3.441201 -0.249392
6.640754 3.386351 -2.034867
56
ergy: -4154.45700327

u 0.057657 -0.123957 0.090154
1 0.171611 -0.236804 2.215316
1.928935 -0.314328 0.279619
-1.924250 0.387113 -0.043949

-1.771999 1.823261 -0.487714
-2.486913 2.178106 -1.699287
-2.567933 2.756545 0.875939
-0.334905 2.167868 -0.410368
-2.486304 4.051971 0.615939
-3.840237 2.404336 0.965699
-1.957144 2.498098 2.017447
2.562038 -1.537482 0.184859
3.949407 -1.513414 0.021741
4.642094 -0.305146 -0.013598
3.959405 0.899541 0.117461
2.573971 0.908561 0.289625
2.011027 -2.477871 0.226457
4.483686 -2.457884 -0.075669
5.724492 -0.304599 -0.131152
4.498298 1.845610 0.104056

2.027482 1.841326 0.420573
-0.745937 -3.365877 0.425756
0.227394 -3.775168 -0.190198
-1.062191 -3.704695 1.839049
-1.667274 -2.543477 -0.183029
-1.413523 -2.108635 -1.535723
-0.310813 -1.131626 -1.681756
0.486395 -0.369947 -2.229385
1.481725 0.444039 -2.831173
1.229925 1.799981 -3.094317
2.227124 2.579457 -3.660804
3.464255 2.017736 -3.970255
3.713424 0.669616 -3.719527
2.726688 -0.120337 -3.150746
-2.277619 -1.968461 0.388365
-1.160410 -2.985837 -2.144007
-2.328402 -1.654659 -1.933033
0.263348 2.222990 -2.829263
2.039764 3.632280 -3.860897
4.242706 2.637290 -4.412794
4.681853 0.236924 -3.962712
2.905172 -1.170923 -2.927560
-0.051148 -3.690997 2.820858
-0.379397 -3.991710 4.143497
-1.687121 -4.324263 4.482893
-2.688444 -4.350624 3.521182
-2.366740 -4.029401 2.207548
1.188476 -3.349592 2.421275
0.385113 -3.969567 4.915559
-1.919225 -4.563741 5.519484
-3.709107 -4.614179 3.788733
-3.137540 -4.047877 1.437523
2.146968 -3.040137 3.404945
3.012546 -2.640593 2.868078
1.772083 -2.273165 4.098010
2.450320 -3.934212 3.969914

TS,

En

56
ergy: -4154.43626603

Cu 0.671877 0.447668 -0.450384

c

Q

H O OQOwnOo

1 0.467614 0.760812 -2.570289
1.945568 1.837443 -0.433355
-0.854132 -0.799355 -0.347793
-1.100524 -2.197448 0.158495
-2.365069 -2.289225 0.894756
-1.365865 -3.097110 -1.415162
0.068288 -2.824409 0.768546
-1.611415 -4.373017 -1.160055
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-2.383529 -
-0.266658 -
.486815 3
.392797 4
.708155 3
.131810 2
.242519 1
.460032 3.
.056275 5
.405539 4
.157870 2
.570625 0
1.665409 0
-0.615693 1
-2.956044 1
-1.569940 -
-0.211003 -
.742495 0.

I WU B NO W WNR

WU NN e o

-2.078550 -
-0.069341 0
-0.046452 -
.018280 -2
.188435 -3
.176505 -2
.978699 -1
.805871 0.
4.124190
-5.364738
-5.442747
-4.305113
-3.048902
-4.048412
-6.259782

I W N

-4.397275
-1.920403
-1.978204
-0.947189
-2.358951
-2.598946

mTEmImoomnmmIIOOOOQQEDDoDoDoD DIz oo0oommmnmIT OO

TS,

56
Energy: -4154.
Cu -0.531211
Cl -0.163040
C -2.035417 1

0.790674 -1.
0.561212 -2.
1.252920 -2.
1.504184 -3.
-0.822371 -2.930966 -0.134884

1.434909 -4
2.775626 -3
0.994481 -3

-1.842705 2.

-2.621604 3
-3.583357 3
-3.771487 2
-2.995541 1

.088595 2
-2.474412 4
-4.194939 4
-4.517715 2
-3.133616 0
1.798555 0.
0.986598 1.
3.223026 0.
1.387674 0.
-0.011141 0
-0.982502 0
-2.146960 0

-3.518002 -0.321539 -0.908806
-3.758333 -1.693975 -0.775403

ooz ooaExzxnomTm O™ EO0O00no
I
i

.537679 -0.
.777989 -0.
.891715 -1.
.109503 -2.
.222243 -2.
.112037 -1.
.895850 -0.

0
0
1
2
1
0
0
-6.408414 1.
2
2
3
3
2
3

2.578868 -2.079078
3.004679 -2.153359
.068022 0.007158
.130268 0.034755
.950281 -0.377725
.703105 -0.826137
.630427 -0.865629

201501 0.342105

.104558 0.387303
.786007 -0.354254
.556787 -1.160384
.656595 -1.229733

.847807 1.769197
.476462 1.525520
.113830 1.140368
0.147636 2.704551
0.272814 3.213796
011395 2.131905

218262 1.178859
942117 0.942383
845431 -0.120792
462664 -0.373362
175243 0.413118
271457 1.465489
655528 1.732625
1.010501 2.490490
.410095 4.062298
1.304626 3.551252
.084410 -0.725880
.171332 -1.195363
.655243 0.203804

.040186 2.082320
072762 2.537236

.604412 1.720728
.795533 1.139187
.505628 -0.055183
.029092 -0.653432
.853188 -0.064578
.062314 2.661109
.394545 1.607811
661883 -0.533358
.577176 -1.586243
.350667 -0.588668
.002258 -1.844332
.267771 -2.089053
.326472 -2.621304
.907862 -1.787643

43782558

0.369260 0.478873
0.568396 2.603034
.601525 0.562545
095933 0.322590
479157 -0.232175
677302 -1.511460
476850 0.985027

.755143 0.643816
.097540 0.987549
.315246 2.190554
828838 -0.057991
.910753 0.350550
. 746932 1.341194
.500446 1.937513
.416060 1.552179
.942862 -0.833845
.881543 -0.119476
.593042 1.649320
.371335 2.719213
.440622 2.014157
977795 -1.171118
735887 -0.624685
871142 -0.774264
166966 -2.182980
.124594 -2.518895
.101585 -1.398749
.140112 -0.920103

5145



-5.067699 -2.160054 -0.819795
-6.122364 -1.271325 -1.001265
-5.877822 0.095757 -1.132250
-4.579286 0.576416 -1.075005
1.917715 -0.678379 -2.372432
-0.270277 1.008554 -3.121823
-0.180881 -0.766726 -3.137424
-2.914978 -2.369097 -0.631208
-5.261656 -3.225268 -0.711480
-7.144952 -1.643266 -1.037838
-6.705499 0.787976 -1.273786

mTmIroommEmIooQQEEDoDnoDoDmD Dm0

-4.372789 1.642848 -1.159332
3.818327 -0.383766 -0.639254
5.124469 -0.513208 -0.184611
5.848527 0.629824 0.126319
5.283457 1.893320 -0.016119
3.968367 2.026417 -0.463649
3.236637 -1.281088 -0.845676
5.560946 -1.501481 -0.060168
6.872388 0.547110 0.487620
5.873974 2.773187 0.224287
3.362541 3.213786 -0.663489
4.050466 4.384849 -0.299591
3.365102 5.213044 -0.495580
4.314535 4.380744 0.767913
4.963684 4.522609 -0.898272
I
56

Energy: -4154.49845103

Cu -0.262043 0.439060 0.634879
Cl -1.324688 1.892276 1.917697
C 2.240334 -0.722438 1.598924

0 1.033023 1.655210 0.045661

S 0.875367 1.920959 -1.454874
-0.476499 1.574965 -1.899840
0.973710 3.753664 -1.469850
2.000346 1.436740 -2.240948
0.868173 4.165521 -2.725109
-0.008275 4.262971 -0.755491
2.136843 4.141499 -0.977488
.293868 -0.541644 2.615620
.637496 0.120087 3.790412
.932947 0.587495 3.970009
.889385 0.381739 2.976299
.548368 -0.269637 1.799751
.298807 -0.979165 2.520512
.882765 0.270876 4.559547
.202624 1.109607 4.886179
.906151 0.744871 3.116148
.286752 -0.404951 1.010356
-2.110714 -1.325332 -0.286481
-1.628282 -0.820624 0.762097
-3.543928 -1.669641 -0.321360
-1.388957 -1.605206 -1.372853
.052817 -1.409293 -1.515360
.691009 -0.942806 -0.262556
.843722 -1.312473 0.302968
.776817 -2.252119 -0.364752
.169373 -2.034102 -1.689632
.055368 -2.910025 -2.309198
.556321 -4.005488 -1.613288
.181906 -4.217969 -0.287953
.304144 -3.341900 0.336824
1.907179 -1.847384 -2.208820
.503963 -2.375889 -1.792560
.212837 -0.704620 -2.344428
.811738 -1.145386 -2.212099
.365760 -2.725828 -3.336303
.249983 -4.689699 -2.099229
.580297 -5.068907 0.262162
.015377 -3.496090 1.376485
-3.970145 -2.926380 -0.749155
-5.318405 -3.258658 -0.734986
-6.241118 -2.313380 -0.296245
-5.840607 -1.047267 0.116686
-4.485747 -0.707313 0.103387
-3.226214 -3.661706 -1.056467
-5.644821 -4.246252 -1.051271
-7.301106 -2.561678 -0.277813
-6.582055 -0.319766 0.436873
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mTmm QO

TS:”

56
Energ

Cu -0.206389 -1.313675 0.367865
-3.151359 -0.257482

Cl 0

c -0.
-1.
-3.

-2

-3.

-4
-4

-3.

-4

-0.
-0.
-0.
-0.
-0.

-0.482814 3.
-1.030877 4.
-1.041772 4.
.369423
.661518
.790621
.805255
.361885

-0.
2.326157 -0

-3.
-4.
-4.
-5.
-5.

993571
834018
166759
581102
340274

0.490571
1.475903
2.294891
1.822121
1.093662

y: -4154.46750411

.820269
495992
950066
054134
.524198
910042
.025821
.920884
064331
.372637
192021
183836
481816
790211
799857

.041325
.472576
.043735
.425748
.937928
.083008
.704626
184270

-0.
-0.

0.418052
0.980155
1.258843
0.251316
1.877476

1.998286 1.259235
-1.070622 1.101692
-0.965237 0.060237

-1.022123 -1.303813

-2.567605 0.304605
0.069141 0.380624

-2.658990 -0.546801

-3.561853 0.086059
-2.650142 1.541660
1.144150 2.330021
1.612021 3.632572
2.946266 3.899867
3.805678 2.850647
3.337876 1.543701
0.017119 0.096315 2.137664
0.043130 0.925850 4.446024

-0.788836
-0.315514
-0.123988

0.353172
1.543402
2.432020
2.518192
3.368773
4.128719
4.040644
3.191073

311028 4.925576
848493 3.049521
018175 0.729323
419257 -0.678698
193114 0.338462

-0.585016
-1.882397
-1.930232
-0.573531
-0.133214
-1.190786
-1.370005
-2.344713
-3.137794
-2.960304
-1.989979

.580171 -2.709169

0.106788 0.650733 -2.665175

-0.
-3.
-4.
-2.

mTmImQomnEmIIIIOOOOOQQErDoD DD DD 0zo0oommmnmT OO0 no
I I
o NS}

G U U o) 0 Wk oyoy O b O

React
react

33
Energ

C -0.007125 -0.186140 -0.089760

143843
090776
014997
491419
.033118

.893822
.222217
.547459
.435314
.020591
.690064
.489649
.877195
.475948
.737683
.189919
.032031
.413589
.417118
.875663

ion 28

ant

0
1
1
2.
1
2

-1.056989 -2.216850

1.909464 -0.754414
3.430253 -2.488400
4.790777 -3.899521
4.637588 -3.575375
3.116676 -1.835848
-1.967496 -1.191794
-2.369441 -1.080080
-1.580025 -0.359040
-0.400398 0.253404
0.003833 0.150597
-2.597808 -1.696619
-3.298905 -1.537173
-1.884644 -0.261662

.198723
.136445
.931744
755959
.363167
.335626

y: —-951.305678900

0
0
1
1.
2
0

.808101
.678273
.481931
844056
.340230
.903291

0 0.008151 -0.228779 1.130912
C 1.257073 -0.109833 -0.891078

mIm Qo=

-1.
-1.
-2.
-3.
-2.
-2.

170466
189903
437788
557207
436846
512943

-0.206882 -0.797383

0.050614 -1.774928

-0.214005 -0.077851
-0.285224 -1.001579

-1.070798 0.611118
0.681063 0.560717
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H
a

68
Energ

.484478
.581204
.966801
.034255
.729103
.353004
.285897
.418658
.327306
.566481
.895496
.984928

.342672
.548363
.657552
.605466
.395966
.475702
.646784
.936438
.504569
.306508
.896229
.953031

-0.
-0.
-1.
-1.
-0.

335941
401601
629136
690411
532402

-1.779161
-2.690212
-3.247139
-4.132233
-4.471686

0.690763 -3.922693
0.759525 -3.037637
-2.528993 -2.973498
-2.647826 -4.559377
-0.583442 -5.165431
1.597066 -4.185972
1.710871 -2.602396
-0.499978 -2.230281
-0.410401 -2.911011
0.073982 -2.231572
0.454961 -0.896659
0.352321 -0.228155
-0.912687 -2.744015
-0.713344 -3.949157
0.177649 -2.951245
0.819178 -0.408384
0.622199 0.821663
0.604935 -2.332285
-0.169245 -4.120677

y: —-4551.93585079
Cu -1.576292 0.411514 0.536210
Cl -2.275366 0.180439 2.575224
C -2.123324 2.207236 0.828575

0 -1.116334 -1.530229 0.367741

S -0.446738 -2.298838 -0.738636
0 0.710508 -1.611402 -1.321543
C 0.283120 -3.671166 0.237531

0 -1.379492 -2.936870 -1.659306
F 1.071210 -4.401701 -0.535716
F 1.014044 -3.179796 1.241628

F -0.668475 -4.434304 0.743333
C -1.087269 3.116215 0.747013

C -1.422361 4.470518 0.652133

C -2.749300 4.876366 0.686005

C -3.763664 3.930447 0.819775

C -3.454619 2.574878 0.904314

C 1.384861 2.144979 -1.636218

0 1.053510 3.315722 -1.496241

C 2.765389 1.686949 -1.295201

N 0.553373 1.175376 -2.111695

C -0.831981 1.487248 -2.344267

C -1.794395 0.744891 -1.502762

C -2.870005 0.159841 -1.321699
C -4.133502 -0.420767 -1.051368
C -4.265279 -1.800119 -0.813212
C -5.522335 -2.325018 -0.556833
C -6.643384 -1.497494 -0.547757
C -6.519284 -0.131720 -0.798681
C -5.269238 0.412244 -1.045163

H -0.045782 2.811025 0.711440

H -0.618264 5.195070 0.533896

H -2.997376 5.934081 0.619954

H -4.805573 4.242759 0.875982

H -4.236926 1.831074 1.047194

H 0.779333 0.197013 -1.917705

H -0.952817 2.564999 -2.157396

H -1.105528 1.295593 -3.392693

H -3.379687 -2.431810 -0.846326
H -5.630145 -3.390617 -0.366789
H -7.626064 -1.921371 -0.347995
H -7.399986 0.507079 -0.800502

H -5.149134 1.475310 -1.248875

0 2.434784 -0.550269 0.991557

C 3.305152 -1.432585 1.722315

C 4.016567 -2.310468 0.724465

C 1.359843 -0.008683 1.543525

0 0.624398 0.657572 0.825346

C 1.091194 -0.225129 3.000107

H 4.006607 -0.820718 2.308962

H 2.713756 -2.044047 2.413389

H 4.541095 -3.117684 1.248785

H 3.287806 -2.754140 0.035702

H 4.755749 -1.753943 0.138539
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.003082 -0.180231 3.605170
.370124 0.520340 3.342135
.629493 -1.212717 3.138851
.363392 0.576510 -1.891788
.651456 0.207366 -1.535010
.310110 0.947674 -0.561797
.741431 2.065943 0.037293
.464710 2.437932 -0.348505
.832066 0.000181 -2.646563
.148090 -0.643977 -1.991532
.304421 2.619239 0.783358
.980027 3.314429 0.076569
.650359 0.523849 -0.138735
.074639 -0.532386 -0.583599
.252521 1.243635 0.640894
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54
Energy: -4244.40764566

Cu 0.035012 -0.004818 -0.003765
Cl 0.085329 -0.102252 2.124084
C 1.902061 -0.023858 0.280198
-1.988093 0.304044 -0.235400

-1.932364 1.731888 -0.728521
-2.618232 1.987840 -1.980091
-2.851304 2.644292 0.570211
-0.526557 2.183941 -0.608108
-2.836153 3.935431 0.283908
-4.101100 2.212378 0.604472
-2.282586 2.444949 1.744553
2.637532 -1.191911 0.268546
4.021434 -1.062791 0.142491
4.611897 0.196605 0.065770

3.828903 1.344681 0.118346

2.442290 1.247883 0.252655

2.160754 -2.170290 0.331280
4.635125 -1.961951 0.111524
5.693685 0.282554 -0.019463
4.288779 2.330555 0.073865

1.818068 2.136834 0.326778
-0.606696 -3.214874 0.599794
0.443696 -3.631576 0.127970
-0.971339 -3.425591 2.030833
-1.512392 -2.531405 -0.166093
-1.174489 -2.230026 -1.539684
-0.169913 -1.158079 -1.716964
0.571911 -0.359882 -2.289372
1.514054 0.509456 -2.898775
1.159509 1.825778 -3.234575
2.109472 2.661993 -3.801434
3.400716 2.195109 -4.040044
3.752117 0.885681 -3.717753
2.813819 0.040321 -3.147048
-2.184356 -1.914063 0.278893
-0.782959 -3.141089 -2.007813
-2.091689 -1.932863 -2.061053
.151026 2.176017 -3.025256
.842338 3.684936 -4.057691
.140964 2.858961 -4.483696
.761869 0.527023 -3.907080
.070997 -0.981157 -2.872019
.072894 -3.682693 2.921530
-0.187001 -3.873694 4.268390
-1.505867 -3.817104 4.701031
-2.565156 -3.579483 3.836902
-2.288923 -3.381826 2.491601
1.089652 -3.717060 2.536357
0.604840 -4.062547 4.986964

0
1
4
4
3
0

Oo0ommzZIIImaoOOQErEDIDmToDon DD TOOOOOOOQOOQOOOzZ0QaEnDn DT T OO EOOO0no

-1.792787 -4.025665 6.129298

-3.578989 -3.557070 4.225095

-3.112916 -3.221017 1.798688

-2.959496 -3.975870 6.481194

-0.845266 -4.236751 6.867258
TS

54

Energy: -4244.38235234
Cu -0.988851 -0.649404 -0.601568
Cl -0.160578 -1.514076 -2.379318
C -2.282220 -2.015168 -0.620740
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0.232570 0.909875 -0.627633
0.531543 2.161481 0.157014
1.857506 2.129818 0.780032
0.640169 3.389105 -1.199209
-0.569527 2.617925 1.004795
0.903558 4.581150 -0.689294
1.589796 3.053748 -2.051485
-0.525766 3.436079 -1.834828
-2.092004 -3.164354 0.124412
-3.112399 -4.115525 0.134094
-4.278187 -3.906229 -0.596122
-4.431508 -2.745832 -1.347624
-3.422807 -1.783225 -1.369244
-1.179921 -3.318639 0.697996
-2.987764 -5.024629 0.720824
-5.068528 -4.654656 -0.584517
-5.336546 -2.582655 -1.930655
-3.542833 -0.873762 -1.958332
1.301932 -0.739031 1.728518
0.346848 -1.440084 1.327150
2.655285 -0.845516 1.170924
1.037381 0.142168 2.722912
-0.361466 0.103130 3.135988
-1.181550 -0.248742 1.967300
-1.938924 -0.033268 0.973032
-3.239793 0.605227 0.790759
-3.392557 1.716168 -0.044043
-4.659569 2.246630 -0.251707
-5.774720 1.671016 0.351395
-5.621754 0.557710 1.171987
-4.358999 0.022899 1.393682
1.516396 1.042783 2.668386
-0.482212 -0.615519 3.957482
-0.670117 1.100940 3.473025
-2.517043 2.174601 -0.499954
-4.774184 3.117997 -0.893556
-6.764692 2.088881 0.177894
-6.490040 0.098518 1.641116

oOo0ommzIIIraoooOoaoaErDmononoDn DD TOOOOOOOQOOQOOOOQzZ00QaEnTnmEm TR0 OO0no

-4.230315 -0.870325 2.004887
3.768545 -0.451503 1.920292
5.037849 -0.555660 1.377341
5.162469 -1.050349 0.085459
4.072972 -1.445139 -0.677829
2.804750 -1.347303 -0.125020
3.643117 -0.081820 2.936094
5.926452 -0.265491 1.929272
6.513756 -1.163528 -0.494885
4.226275 -1.816344 -1.686568
1.929170 -1.631747 -0.708113
6.601846 -1.605783 -1.626342
7.451418 -0.809169 0.199345
TSa:"
54

Energy: -4244.39492170
Cu -0.964369 -0.670946 -0.265588
Cl -0.411577 -1.538884 -2.174924
C -2.674504 -1.588216 -0.251780
O 0.545040 0.628268 -0.330402
S 0.516751 2.115489 -0.079480
0 0.826156 2.453196 1.318208
C 2.014671 2.609037 -1.016731
0 -0.620661 2.791407 -0.690377
F 2.194079 3.914209 -0.892378
F 3.066274 1.973189 -0.516323
F 1.877524 2.301211 -2.291387

-2.782433 -2.656636 0.629223
-3.709270 -3.658896 0.348451
.520182 -3.565130 -0.777501
-4.406522 -2.473585 -1.637867
-3.477249 -1.474770 -1.382454

H -2.147693 -2.717213 1.511192

H -3.798093 -4.508659 1.022623

H -5.250073 -4.345016 -0.985995

H -5.033449 -2.404386 -2.524671

H -3.376716 -0.622080 -2.051182

C 1.167751 -1.074992 1.585224

0 0.353535 -1.906503 1.162833

C 2.584240 -1.070090 1.152418

2
2

aaoaan
I
o~

N 0.772196 -0.091277 2.440590
C -0.645975 0.025018 2.665536
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-1.
-2.
-3.
-3.
-4.
-6.
-6.

-5

-0

-0.
-2.
-4.

=17

OCommzZImImooOQQEIononoD DT TZTOOOOOOO00000
I
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H
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54
Energ

Cl 0

Cc -2.
-1.
-1.
-0.
-1.
-2.
-1.
-0.
-2.
-1.
-2.
-3.
-4.
-3.
-0.
-1.
-3.
-5.
-4.
1.875292 0.889371 -0.144517
1.275072 0.562874 0.912629

3.352926 0.876488 -0.119209
1.253302 1.235319 -1.270030
.318449 -1.446655
.954448 -0.228844
.473695 0.277640
.536362 -0.417049

ja=ii = O MO N NO N Q=i s il : O NONONONONONO NO NN~ o Ol 1:-J: - HoNo N NoNON- N N oMo NeN /O Ne}

-0.
-0.
-2.
-2.
-3.

506897
606210
830886
742600
912238
151355
233858
077328

.994018
825159
761702
850783
.063069
.205286
.125267

.580942
.882285
.156057
.182166
.885386
.348794
.683129
.537433
.448644
.084754
. 757431
.371241

0
0
0
2
2.
2
1
0

-0
0.
2.
3.
2.
0.
-0
-0.
-0.
-1.
-1.
-1.
0.0
0.1
-0.
-2
-2
-1.
-0.

.076765 1.456343
.162129 0.843606
.877525 0.559606

.210888 0.142047

930261 -0.075880

.331548 0.126375
.001652 0.539672

266691 0.745534

1.235294 0.814425 2.328100

.829740 3.263394
940065 3.245288
658328 -0.021268
964832 -0.406832
901776 -0.043103
537054 0.696125
.776917 1.054772
407376 1.873175
381882 1.394879
022663 0.194280
684549 -0.542304
708729 -0.053778
71337 2.822860
18074 1.930946
997939 -0.316464

.158654 -1.482064
.190184 -0.613570

572400 -1.368678
406387 0.348951

y: —4244.44640850
Cu -0.240979 -0.522290 0.727774

.706841
609474
622751
413432
009596
703759
434695
595936
808327
918708
738259
207023
550125
428884
965005
704896
513719
918033
482726
643860

197933
961195
082648
845971
183541
.907269
.298638
.980368
.265893

.451727
.455544
.918292
.178061
.864552
.295079
.021408

.119261
.502832
.087328
.346999
.962553
.640328
.133843

-2
0.

-1.
-1.
-1.
-3.
-1.
-4.
-4.
-3.

0.
-0
-0
-0
0.
0.
-0
-0
-0
0.

1
0
1
2
2.
3
4
4
3

2
0
1
3.
5
5
3

1.7
1.6
0.7
-0.
-0.
2.5
2.3

.082104 1.963546
918225 1.541919
587531 0.060817
867802 -1.433026
662846 -1.799878
680937 -1.466454
261147 -2.273006
093867 -2.720200
292065 -0.720491
942412 -1.019617
617213 2.598221
.035352 3.734974
.374298 3.834989
.044838 2.803335
598594 1.664896
967640 2.570861
.278197 4.537627
.890370 4.719656
.305743 2.883013
827453 0.844261

395452 -1.767260

.392547 -2.413656
.532878 -1.719389
.669990 -0.369670

673531 0.281886

1.813157 1.278835 -2.113323
.359112 -1.707897
.677155 -2.301191
.475160 -2.290047

269793 -3.460860

.312448 -2.226561
.556629 0.178075
.769692 1.339716

50907 -0.895009
86686 -0.842456
37505 -0.014348
138973 0.766737
062215 0.719090
10721 -1.511387
56632 -1.418545
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ooxTI=

7
5
3.
8
8

TS:”

54

Energy:

.560264 0.666582 0.040208
.858051 -0.861986 1.395488

337646 -0.730850 1.312207

-4244.41485098

.051875 -0.168926 0.776840
.182149 1.450112 -0.656391

Cu -0.419866 -1.228903 0.324382
-2.696838 -0.374002
1.898758 1.426353

Cl1

c -1.
-2.
-3.

-2

-3.

-4
-4
-2
-4

-0.
-0.

-1
-2
-1

-0.
-0.
-1.
-2.
-2.
.070347
.332422
.535151
.532316
.081779

.024344
294052
189079
246857
.644688
794691
.404433
.716659
.759092
.300331
862725
995026
.563907
.000804
.869560
441635
664457
673617
451561
212603

.486092
.128225
.799299
.161425
.770107
.030746
.671449
.054087

-1.

-1
-1

-3.
-0.
-3.
-3.
-3.
.039812
.396501
.621072
.482572

1
1
2
3
3.
0
0
2
4
3

0.2
0.2
0.0
0.3
0.2

0
1
2
2.
3
4
4
3

295080
.336363
.220042
081839
514249
315636
881354
317697

126169

.071557
. 707942
.897684
.438763
.807439

06059 -
54663 0
85379 -
15184 -
41427 -

.509180
.568650
.427532

275144

.102720
.072632
.221120
.396954

1.015778
-0.081429
-1.411520
0.038866
0.231131
-0.881633
-0.165540
1.237587
2.449046
3.779471
4.122589
3.121811
1.786761
2.194955
4.554351
5.169610
3.380705
1.010534
0.516977
.492517
0.375661
1.736336
1.852859
-0.499556
0.010061
-1.015109
-1.281853
-2.220489
-2.891075
-2.626542
-1.692174

2.108414 0.201989 -2.560640
1.020619 -2.537569
-0.738739 -2.248051
1.505364 -0.762085
2.980771 -2.432633
4.714716 -3.625336
4.983012 -3.144838

3.506862 -1.470739

-0.661613 -1.288272

-0.776207 -1.124752

-0.133958 -0.046767

0.596349 0.884155

0.695259 0.719852

-1.206431 -2.092108

-1.359496 -1.805090

-0.242711 0.123373

1.066312 1.716611

1.245481 1.434218

0.322980 1.082971

-0.887117 -0.709919

-0.
-0.
-3.
-4.
-3.

ooExmzIIromnooooaoaEmnmIEDDonIoDITDTomooaoooazaoaonEmmmIm QRO QOno
| |
= [

W OWOo JoyWd U0 O

React
react

33
Energ

-2
-4
-5

oaommaQaomz

-1.
-1.
-2.
-3.
-2.

279675
219908
735556
830498
514164
.091633

.009074
.284078
.656477
.248971
.522704
.149898
.790738
.269616
.709890
.037757
.541873
.203250
.322008

ion 29

ant

y: —-951.305217570
C 0.007212 -0.310280 -0.068417
0 0.024693 -0.384716 1.150011

C 1.268124 -0.220699 -0.871653

158432
179500
424250
543882
431318

-0.
-0.
-0.
-0.
-1.

309865
007252
326488
357716
204482

-0.775073
-1.739574
-0.052848
-0.978967
0.608711

.490767 0.548859 0.613423
.466327 -0.372814 -1.763810
.556136 -0.394995 -2.685300
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Energ

-5.
=7.
=-7.
=-7.
-6.
-5.
=-7.
-8.
=-7.

951217
010076
686932
301579
243050
417157
310515
517510
830058
.934949

.352293
.560210
.699066
.599757
.411790
.476545
.615033
.657325
.806441
.362520
.693970
.840220

y: -455

-1.598127 -3.286962
-1.616170 -4.184267
-0.438775 -4.491749
0.760346 -3.898031
0.785836 -3.000495
-2.513578 -3.038305
-2.554992 -4.646213
-0.455885 -5.195291
1.681806 -4.136028
1.718165 -2.530452
-0.570501 -2.221257
-0.475592 -2.906421
-0.027679 -2.251531
0.305002 -0.905939
0.208327 -0.201550
-0.956255 -2.742060
-0.759336 -3.955033
0.061905 -2.754717
0.772830 -0.204006
0.455987 0.855530
1.066923 0.972946
0.836378 -0.849263

1.93504414

Cu -1.500958 0.488858 0.514112
Cl -2.145058 0.373593 2.580364
C -1.880953 2.334782 0.762583

-1.264291 -1.493568 0.398546
-0.667867 -2.403732 -0.638253
0.527223 -1.861897 -1.292847
-0.028418 -3.733807 0.455598
-1.659833 -3.050310 -1.488772
0.715552 -4.576884 -0.246288
0.728838 -3.211224 1.423429

-1.028894 -4.390601 1.013121
-0.781789 3.156950 0.610089
-1.015530 4.532172 0.505786
-2.304200 5.041634 0.592177
-3.381523 4.180762 0.789787
-3.174597 2.806614 0.889976
1.677732 1.660211 -1.761345
1.544098 2.852104 -1.516112
2.996919 0.981261 -1.587285
0.676503 0.869827 -2.248121

mTImEomIoDToDoD Do Q0ONDIDDnomon DD DD DEDITOOOO000000za00000000mMmAEg000N0nO
I
o~

ON B WEANB_REORWWN

-0.
-1.
-2.
-4.
-4.
-5.
-6.
-6.
-5.
0.230101 2.771529 0.523300

-0.163699 5.190850 0.343560
-2.471873 6.114570 0.518398
-4.392325 4.574677 0.887050
-4.005083 2.130081 1.085266
0.739659 -0.136565 -2.078279
-0.
-0.
-3.
-5.
=-7.
=-7.

646638
681449
809753
125315
399406
702735
729466
463521
165583

577508
997077
586206
920858
749403
271102
.935526

.393306
.238742
.824311
.408584
.712077
.193035
.017458
.652031
.459941
.024641
.431311
.134737
.534700

1.420738 -2.382099
0.796173 -1.532927
0.331546 -1.327988
-0.109066 -1.038443
-1.464345 -0.784417
-1.850255 -0.511826
-0.908257 -0.500191
0.434406 -0.764800
0.840257 -1.029436

2.490520 -2.133635
1.341255 -3.422326
-2.187830 -0.815293
-2.896630 -0.309855
-1.223541 -0.286743
1.163468 -0.763177

1.883502 -1.241545
-0.827074 0.933697
-1.678012 1.724129
-2.713996 0.800905
-0.118277 1.464944
0.540781 0.703667

-0.152614 2.945220
-1.057003 2.191743
-2.152083 2.519795

-3.288879 0.319571
-2.244659 0.017981
-0.097579 3.502447
0.671118 3.229661

2

2

2
-3.403470 1.368852

0

0

3
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0.683657 -1.088559 3.214761
3.366326 -0.162512 -2.296327
4.637867 -0.708705 -2.142897
5.541715 -0.138375 -1.257256
5.145394 0.986272 -0.541128
3.899391 1.567923 -0.704693
2.669393 -0.619852 -2.996077
4.923292 -1.588227 -2.716254
6.086593 1.579157 0.419302

3.623956 2.467884 -0.161299
6.538936 -0.543014 -1.108291
5.705823 2.543710 1.061542

7.187911 1.061855 0.521223

54

Energy: -4244.40798533
Cu -0.008855 -0.052862 -0.006121
Cl 0.009594 -0.172486 2.121668

C

DIomomZonoooooaEmmIDoDnoDnoDnDTZOoooooaooaazooaommmm OO0 00 no

1.853834 -0.097373 0.305017
-2.028235 0.277989 -0.251958

-1.957391 1.712061 -0.724276
-2.628902 1.989529 -1.979123
-2.886364 2.611408 0.576378
-0.551244 2.154753 -0.581791
-2.869050 3.905503 0.303761
-4.137015 2.179779 0.596410
-2.328284 2.400290 1.753946
2.576761 -1.273017 0.292234
3.964041 -1.156806 0.192431
4.568280 0.097217 0.141757
3.796479 1.252897 0.194634
2.406896 1.169096 0.303400
2.091095 -2.247914 0.335992
4.568409 -2.062169 0.164092
5.652327 0.172669 0.078395
4.267404 2.234296 0.171551

1.790680 2.063551 0.378546
-0.660177 -3.276778 0.503272
0.368441 -3.713937 0.003268
-0.988220 -3.478910 1.943010
-1.564888 -2.563588 -0.238200
-1.225397 -2.230751 -1.604535
-0.205115 -1.168639 -1.747945
0.554604 -0.366298 -2.290057
1.514910 0.505601 -2.866706
1.176629 1.830465 -3.185169
2.143123 2.668815 -3.719975
3.434782 2.195742 -3.943580
3.770277 0.878159 -3.637990
2.815293 0.030376 -3.099338
-2.213020 -1.934565 0.225090
-0.846754 -3.133758 -2.097682
-2.138116 -1.905375 -2.116688
.167264 2.185059 -2.987491
.888788 3.698339 -3.962597
.188096 2.861337 -4.361913
.780712 0.514951 -3.814541
.059928 -0.997185 -2.835547
.067650 -3.825409 2.782671
-0.180002 -3.973930 4.135709
-1.444527 -3.800320 4.684985
-2.495112 -3.475811 3.837737
-2.269095 -3.315587 2.474339
1.067203 -3.963787 2.379602
0.935971 -4.330057 5.026012
-1.583447 -3.925802 5.754801
-3.496505 -3.347028 4.241682
-3.108999 -3.080128 1.822292

oW B» PO

O 0.688371 -4.449093 6.214649
O 2.033030 -4.486063 4.518409
TS

54

Energy: -4244.38118336
Cu -0.647538 -0.635664 -0.388911
Cl 0.463054 -1.656442 -1.904708

C
o
S

-1.857129 -2.072817 -0.402153
0.500039 0.990429 -0.466669
0.495130 2.422139 0.001123

5154



0 1.702939 2.759703 0.763892

C 0.649151 3.311110 -1.593716
-0.774904 2.864515 0.573130
0.650929 4.615266 -1.371512
1.764373 2.966410 -2.208583
-0.390914 3.001599 -2.359960
-1.740609 -3.104362 0.510840
-2.730157 -4.088130 0.516468
-3.792298 -4.025268 -0.379959
-3.869929 -2.982749 -1.297679
-2.890372 -1.991064 -1.319363
-0.909708 -3.144487 1.212961
-2.663246 -4.906594 1.231924
-4.559140 -4.797750 -0.368726
-4.690949 -2.937099 -2.011437
-2.947759 -1.177245 -2.042053
1.395381 -0.187348 2.019598
0.520955 -1.049032 1.766077
2.762772 -0.287119 1.504074
1.010359 0.849827 2.802172

-0.397456 0.744273 3.179496
-1.112202 0.098322 2.066832
-1.800636 0.087860 0.998282
-3.146499 0.535948 0.655340
-3.374651 1.440874 -0.385592
-4.677599 1.770030 -0.735463
-5.755838 1.191691 -0.070447
0

-5.528209 0.282249 0.957408
-4.228899 -0.045882 1.323327
1.388810 1.771586 2.566711

-0.484303 0.177250 4.115617
-0.814453 1.749725 3.317964
-2.530226 1.903794 -0.893030
-4.850375 2.483965 -1.538559
-6.774153 1.448104 -0.356924
-6.365887 -0.178752 1.477681

Oo0oOmzZmIIroQOOQOEDDm DD DD TDTITOOOQOOQOOQOOQOOCOCOQOQzZz0000mnmITD DT QOO0 QOQ"MAO

-4.038943 -0.783017 2.102966
3.778141 0.575719 1.930589
5.053830 0.473700 1.393572
5.327943 -0.490933 0.431364
4.310460 -1.348123 0.033019
3.028584 -1.268127 0.546572
3.575172 1.329507 2.688231
5.838549 1.149969 1.723005
6.313084 -0.595286 -0.014473
4.610634 -2.384930 -0.969195
2.250074 -1.938244 0.187302
3.738378 -3.197119 -1.211903
5.719964 -2.360841 -1.477460
TS,
54

Energy: -4244.39265705

Cu 0.674655 -0.496114 0.276370

Cl -0.040568 -1.092036 2.226851
2.094558 -1.824208 0.295924
-0.516936 1.098077 0.257953
-0.183615 2.535373 -0.051902
-0.719519 2.953967 -1.356446
-1.233517 3.392891 1.184000
1.193143 2.901540 0.255820
-1.064022 4.699988 1.058673
-2.507603 3.096512 0.966113
-0.893855 3.017814 2.401126
.924394 -2.908207 -0.556026
.572290 -4.103242 -0.249084
.388107 -4.187817 0.873853
.559014 -3.080505 1.704231
.909361 -1.886746 1.422108
.286156 -2.828562 -1.433446
.439503 -4.965000 -0.900449
.898886 -5.120965 1.103808
.189179 -3.148283 2.588875
.032654 -1.019515 2.067647
-1.464725 -0.576443 -1.612233
-0.807174 -1.552675 -1.227492
-2.869363 -0.373137 -1.182004
-0.897619 0.334872 -2.444662
0.522245 0.222531 -2.667107
1.372933 0.041477 -1.463024
2.467177 -0.152013 -0.867038

ooz aoo0ono@mmEmn OO 00noAN
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.840069
.106818
.424683
.462807
.192088
.882532
1.240416
.723813
.854931
.276432
.638023
.492814
.007321
654819
.520342
.823504
.496348
.831619
.525959
.004358
.313777
.516293
.539920
.020013
.950426
.674997
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Energy: -424
Cu -0.00229
Cl -1.21104
.362687
.361936
.329430
.007349
.480264
.497831
.503247
.452700
.604536
.337737
.594255
.878452
.910437
.657605
.350348
.782174
.080765
.918281
.455935
-1.848760
-1.428617
-3.301460
-1.061207
.400797
.965760
.056100
.997052
.493631
.383157
.782408
.304208
.423629
1.510144
.804698
.674397
.215676
. 776149
.478270
.623678
.053225
-3.824980
-5.198659
-6.057243
-5.515266
-4.151412
-3.157489
-5.602166
-7.136312
-6.434806
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0.225228 -0.611413
1.552385 -0.254060
1.949926 -0.059158
1.039207 -0.225485
-0.282200 -0.581636
-0.697197 -0.764056
1.293745 -2.411784
-0.639135 -3.320202
1.128484 -3.191166
2.246121 -0.124324
2.978224 0.225254
1.357268 -0.073500
-0.991095 -0.711607
-1.729039 -1.029181
0.862778 -1.249884
0.996855 -0.785417
-0.099729 -0.262572
-1.317533 -0.200139
-1.472983 -0.633345
1.749429 -1.617077
1.966718 -0.823447
-0.029772 0.104180
-2.483861 0.350070
-2.430194 -0.543413
-3.550193 0.351710
-2.306504 0.760878

4.44430993

9 0.470293 0.567092
4 1.937736 1.668936
-0.764336 1.698700
1.649283 0.082569
1.922253 -1.426925
1.610061 -1.975510
3.752506 -1.428821
1.404181 -2.122231
4.163455 -2.687887
4.289124 -0.806739
4.103635 -0.831102
-0.550541 2.630704
0.126826 3.819213
0.577219 4.096468
0.335844 3.190050
-0.331390 1.999897
-0.985279 2.466117
0.301796 4.521936
1.112455 5.022175
0.684521 3.408480
-0.492023 1.276339
-1.189572 -0.518340
-0.743789 0.580392
-1.428972 -0.644693
-1.461198 -1.558347
-1.363122 -1.571730
-0.934923 -0.271150
-1.352703 0.377895
-2.335860 -0.207678
-2.155743 -1.503060
-3.078888 -2.044272
-4.183941 -1.299367
-4.358778 -0.002238
-3.435382 0.545335
-1.610654 -2.453740
-2.361008 -1.809241
-0.678074 -2.386211
-1.259931 -2.060734
-2.924710 -3.047732
-4.905256 -1.724523
-5.217186 0.586242
-3.560302 1.562794
-2.406290 -1.496269
-2.592674 -1.588894
-1.803929 -0.833424
-0.845868 0.013576
-0.640236 0.133579
-3.054043 -2.063840
-3.360763 -2.244128
-1.919640 -0.880191
-0.022243 0.822392
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H -3.751547 0.119883 0.804720
0 -5.937596 0.792039 1.575496
0 -7.629283 -0.222173 0.677420

TS:."
54

Energy: -4244.41517401

Cu -0.440210 -1.288440 0.280847
Cl 0.717715 -2.969300 -0.479692
C -0.775937 1.973091 1.289469
0 -2.120091 -1.096826 1.151368
S -3.288767 -1.056509 0.173365
0 -2.826475 -1.089861 -1.216048
C -4.034041 -2.705895 0.464781
O -4.294933 -0.076271 0.547846
F -5.075244 -2.862565 -0.337378
F -3.137533 -3.645947 0.206965
F -4.429012 -2.810050 1.722475
C -0.350629 1.105924 2.307583
C -0.274844 1.534756 3.620988
C -0.625174 2.841885 3.951569
C -1.054224 3.713191 2.955911
C -1.130778 3.284737 1.637924
H -0.098849 0.077472 2.066759
H 0.048574 0.840417 4.393616

H -0.570159 3.176661 4.985790
H -1.334373 4.734743 3.205755
H -1.463660 3.975111 0.865378
C 2.091948 -0.234081 -0.905315
O 1.484603 -0.046045 0.172683
C 3.535169 -0.539114 -0.915766
N 1.436094 -0.107445 -2.064128
C -0.016183 0.001139 -2.017155
C -0.384015 0.406183 -0.629315
C -0.820536 1.563823 -0.115259
C -1.489118 2.461729 -1.107219
C -2.882277 2.506348 -1.186228
C -3.488704 3.367118 -2.095534
C -2.715734 4.177493 -2.922036
C -1.325974 4.130588 -2.844117
C -0.711524 3.270735 -1.940367
H 1.895254 -0.327982 -2.938455
H -0.356446 0.785688 -2.706507
H -0.480196 -0.950111 -2.313294
H -3.482198 1.860150 -0.542977
H -4.574549 3.397286 -2.161217
H -3.197256 4.847624 -3.632103
H -0.719044 4.768720 -3.484224
H 0.376538 3.229825 -1.863759
C 4.080519 -1.424741 -1.849244
C 5.439383 -1.716555 -1.824660
C 6.261628 -1.124377 -0.874369
C 5.694054 -0.259070 0.052088
C 4.341706 0.036334 0.063153

H 3.431371 -1.934361 -2.560739
H 5.857600 -2.418920 -2.541373
H 7.327754 -1.327342 -0.828610
N 6.561751 0.364287 1.066465

H 3.927981 0.702595 0.815404

O 6.036681 1.128045 1.856899

O 7.745187 0.074851 1.041092

Reaction 30

reactant

33
Energy: -951.296604973

C 0.065954 -0.857759 -0.063175
0 0.117689 -1.364403 1.040971
C 1.316178 -0.499793 -0.823646

aooaomIzaoam=z

-1.
-1.
-2.
-3.
-2.
-2.
-4.
-5.
-5.
-6.

088722
077533
355533
478986
362606
410849
406121
499821
724174
786402

.66692
.03808
.82398
.65337
.82184
.10464
.49783
.32226
.24688
.07380

7
0
8
1
3
7
1
5
9
6

-0.756246
-1.550415
-0.050606
-0.956268
0.409068

0.783792

-1.719885
-2.619755
-3.649519
-4.526090
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-7.638150 0.018925 -4.386367
-7.423532 0.941126 -3.365323
-6.361484 0.775619 -2.486833
-5.054582 -2.099516 -3.748449
-6.952578 -1.796949 -5.322731
-8.471425 0.151808 -5.074245
-8.088225 1.795967 -3.253414
-6.185031 1.491840 -1.686257
1.760289 -1.358240 -1.826593
2.978831 -1.139983 -2.462714
3.778773 -0.061351 -2.097502
3.353800 0.807934 -1.101551
2.129562 0.581920 -0.487993
1.142280 -2.213857 -2.095196
3.307663 -1.821066 -3.245275
4.732275 0.109023 -2.592316
3.945156 1.666477 -0.795763
1.666334 1.565596 0.500136
2.499589 2.303766 0.995562
0.468564 1.598829 0.736203
68

Energy: -4551.91976137
Cu -1.557333 0.308649 0.612045

C
C

mImIEDIoDoDD D ITDIOoo0oQQ0OnDDnonEmID DD DD EmDIDOoOOO000000za00000000mMmAg00Q0N0no

C

1 -2.760041 -0.287100 2.322032
-1.838146 2.064534 1.291318
-1.494836 -1.568806 -0.045981
-0.648180 -2.277990 -1.065446
0.648122 -1.645166 -1.315686
-0.239498 -3.801729 -0.124101
-1.406654 -2.730247 -2.224983
0.686278 -4.498790 -0.767805
0.241760 -3.479652 1.080700
-1.315518 -4.548338 0.040875
-0.686487 2.746906 1.638276
-0.810313 4.104870 1.952981
-2.050530 4.728532 1.936444
-3.190494 3.999940 1.606246
-3.093522 2.646439 1.289732
2.342609 1.551621 -0.653091

2.258575 2.441359 0.177110

3.611921 0.772242 -0.851550

1.338850 1.200854 -1.505561

0.110439 1.942955 -1.525575

-1.125739 1.197046 -1.211978

-2.287966 0.840845 -1.445234

-3.651548 0.510554 -1.650217

-4.053306 -0.807967 -1.926645

-5.398922 -1.074643 -2.128049

-6.339562 -0.048612 -2.064790

-5.943067 1.261797 -1.802591

-4.603806 1.546340 -1.591324

0.299766 2.287586 1.618620

0.090877 4.664674 2.198247

-2.133226 5.784126 2.188733

-4.170355 4.475502 1.611873

-3.985800 2.061108 1.073182

1.373853 0.304270 -1.981434

0.226231 2.765790 -0.805255

-0.041182 2.394940 -2.517762

-3.305938 -1.598339 -1.981537

-5.716820 -2.093568 -2.337736

-7.393185 -0.271153 -2.224928

-6.681049 2.060249 -1.763073

.270623 2.563495 -1.390195

.045150 -1.440871 1.809847

.569945 -2.453223 2.680039

.533953 -3.271699 1.863041

.950844 -0.754059 2.114780

.515428 0.010378 1.267961

.317257 -0.945807 3.455746

.068363 -1.970567 3.532960

.749628 -3.075682 3.060073

.949960 -4.085859 2.467307

0
1
4

I
o~

.016146 -3.705170 0.997670
.359241 -2.647288 1.500988
.053639 -1.092381 4.252537
-0.316136 -0.083804 3.678625
-0.340236 -1.826056 3.417943
3.620979 -0.618737 -0.777600

P s WwWwkEWwooowNdN
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.817954 -1.323642 -0.891984
.025483 -0.652897 -1.045179
.037207 0.735235 -1.109929
.835597 1.422057 -1.034265
.683573 -1.150110 -0.616297
.800150 -2.412155 -0.861187
.957364 1.296995 -1.246346
.890889 2.873387 -1.264979
.958518 -1.206113 -1.129614
.970895 3.374128 -1.887503
.879936 3.464872 -0.865424

GWod BN oo D

54
ergy: -4244.39638315

u 0.274213 -0.019425 0.028497
1 0.365037 -0.074355 2.154518
2.145102 -0.103978 0.222212
-1.754635 0.296112 -0.150857

-1.714204 1.723326 -0.646887
-2.431121 1.971290 -1.884944
-2.619122 2.632527 0.663662
-0.312985 2.187870 -0.559092
-2.615159 3.923720 0.375082
-3.867119 2.195476 0.716860
-2.034392 2.439734 1.831074
2.831181 -1.296239 0.101972
4.214226 -1.214625 -0.064780
4.853911 0.023193 -0.081100
4.122079 1.195181 0.073797
2.737431 1.143763 0.250234
2.326885 -2.260935 0.137246
4.786945 -2.134391 -0.171429
5.935198 0.071009 -0.197518
4.621046 2.162858 0.077677

2.153972 2.049762 0.405602
-0.566379 -3.526401 0.678387
0.217687 -4.321871 0.193511
-1.060896 -3.629783 2.091583
-1.143742 -2.512965 -0.038464
-0.813955 -2.316606 -1.430931

0.049856 -1.146178 -1.690346
0.666003 -0.284174 -2.317107
1.437165 0.695241 -2.992671
0.830737 1.872646 -3.460327
1.599266 2.813439 -4.128504
2.961403 2.593097 -4.323997
3.567270 1.429057 -3.854259
2.809694 0.476163 -3.191981

-1.724452 -1.816952 0.419260
-0.296013 -3.226292 -1.761823
-1.732852 -2.200203 -2.021075
-0.230670 2.035170 -3.280843
1.135831 3.727752 -4.492571
3.558860 3.339240 -4.845433
4.632694 1.266473 -4.004187
3.264394 -0.434679 -2.804534
-0.223694 -3.898872 3.178144
-0.720943 -4.137125 4.449704
-2.092750 -4.092988 4.666984
-2.948757 -3.824887 3.606693
-2.434234 -3.604288 2.332348
1.240900 -3.873162 3.043277
-2.487531 -4.266520 5.665460
-4.024735 -3.795028 3.765143
-3.113580 -3.438053 1.497749
-0.020871 -4.340313 5.255164
1.719981 -3.114689 2.220971
1.877853 -4.588360 3.798388

TS,

En

Cu -1.049508 -0.115990 -0.932227
Cl -0.622091 -0.218727 -3.025492

Q

o
S
o
C

54
ergy: -4244.37505555

-2.306626 -1.480336 -1.227086
-0.003617 1.526887 -0.675279
0.496148 2.316638 0.511529
1.566542 1.627714 1.239973
1.343379 3.682548 -0.372888
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Energ

-5.
-5.
-3.

-0.

-3.

-5.
-5.
-3.

-2.
-4.
-6.
-5.

978551 -2.
994675 -3.
292825 -3.
584830 -2.
582258 -1.
960636 -3.
761180 -4.
078849 -4.
595679 -1.
808492 -0.
.750080 -1.
.682023 -1.
.008287 -0.
.699477 -1.
.351046 -1.

807114
757501
370143
029211
065223
102107
807690
118923
722536
015098
199156
472327
981415
012372
121470

0
0
0.
2
2

-0.557020 2.939770 1.299973
1.903588 4.490210 0.514542

2.289725 3.192389 -1.166304
0.476449 4.364659 -1.099888
-1.
-2.
-4.
-4.
-3.
-0.
-2.

-1.018086
-1.121940
-1.440122
-1.667194
-1.568702
-0.769100
-0.951744
-1.521462
-1.931555
-1.753501
.749847
.169147
002089
.080112
.610512

625560 -0.775611 1.562042

.590291 -0.234848 0.947320
.920376 0.252309 1.306302

348186 1.538839 0.967262

.651829 1.924658 1.253702

345148 -0.
184308 -2.
226552 -0.
647546 2.
977558 2.
560318 1.

348158
144484
418601
236859
931617
341317

2
2
3.
0
0
2

537650 1.034076 1.853784
114798 -0.251647 2.177583
810148 -0.644109 1.908294

.493380
.977339
444058
.512824
.999729
.065246

804177 -0.956146 2.639568

.479384 -1.660021 2.123512

.257469 -0.
.309979 -1.
.277595 -2.
.243442 -3.
.353552 -2.

y: -4244.3

058213
800398
726397
348352

1
1

.974112 -0.039596 -1.024529
.140631 0.289550 -1.707583
.347280 -0.317773 -1.377038
.391987 -1.279933 -0.374891
.222959 -1.609646 0.293552
.031344 0.448831 -1.267640
.098233 1.031668 -2.501435

1.912946
0.117117
.246274
.435789

976128 1.760536

8766009

Cu 0.763548 -0.306524 0.675668
Cl 0.613775 -0.102143 2.831062
443507 0.800202
067095 0.404364
306751 -0.455978
163849 -1.669807
460403 0.622532

c 2.
0 -0
s -0
o -1
Cc -1
o

F -1
F -2
F -0
c 2

c 3

C 4

C 4

c 3

H1

H 2

H 4

H S

H 3.
Cc -1
0 -0
Cc -3
N -1
c -0
c 0.
C

C

C

2
3.
3

333236 -1.
.637949 1.
.593000 2.
.403898 2.
.525207 3.

.640363 4.
.734893 2.
.888101 3.

.136143 -2.
.005119 -3.
.056766 -3.
.245836 -1.
.381146 -1.
.312485 -3.
.856723 -4.
.738325 -4.
.062780 -1

0.744438 2.869428 -0.598129

630630 0.015792
967745 0.855947
617645 1.767732
777344 0.467511
729488 0.997724
336523 1.818277
988830 2.122559
028538 1.615465
073697 -0.178715
780224 0.755918
083366 2.221149
680670 2.772208

517868 0.024905 1.

.739789 -1.
.868665 -1.
.113776 -1.
.477348 -0.
.139364 -0.

277521
876163
067103
682922
782658

851442
-0.470844
0.164415
0.074588
-1.660072
-2.177626

971007 -0.429787 -1.257374
183798 -0.307492 -0.935683
503223 0.227714 -1.188880
629790 1.606776 -1.395013
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Energ

-5.
-5.

-6.
-6.

-3.
-5.

.879702

986678

.855859
.619253
-1.974023 0.182854 -1.874915
0.040640 -1.819170 -2.501490
-0.067847 -0.135574 -3.061785

749440

.985759
.962180
. 724335

503562

.239563
.500654
648017
539829
.277013
.339955
.582349
631820
411552
.190556
138411
180029

2.1
1.2
-0.
-0.

2.2
3.2
1.7
-0.
-1.

-0.
-0.
-0.

-1
-1
0.
0.

-0.

-1
-2

-3.

-2

34435 -1.698422
98510 -1.801626
074790 -1.594095
613694 -1.276226

42677 -1.302304

06038 -1.854101

17667 -2.042292

725161 -1.676524
682296 -1.098300
318913 1.243840
023849 1.752534
476527 1.108381
.246681 -0.042016
.539603 -0.537200
046275 1.736976

569272 2.660902

243313 1.509533
.642010 -0.555520
.444658 -1.690645
043584 -1.855599
.561585 -2.392845

y: —4244.43756091
Cu 0.144905 0.790949 0.674558
Cl -0.093682 2.348498 2.206816

C 1.382677 -1.696788 1.415662
O 1.952536 1.144844 0.339059

S 2.126176 1.740132 -1.062678
0 0.860841 2.300566 -1.543801
C 3.218117 3.165380 -0.678408
0 2.875166 0.872533 -1.959231
F 3.499451 3.789846 -1.812901
F 2.607560 3.994184 0.141236

F 4.337473 2.729677 -0.128190
C 0.496163 -1.239843 2.400014
C 0.928572 -1.073896 3.713152
C 2.239344 -1.378101 4.054845
C 3.117188 -1.864078 3.085469
C 2.693482 -2.025804 1.774607
H -0.556339 -1.088643 2.153259
H 0.234295 -0.699936 4.462673
H 2.581085 -1.242446 5.079235
H 4.143990 -2.105945 3.354321
H 3.383829 -2.377737 1.008890
C -2.290411 0.372475 -0.566300
0 -1.707457 0.584191 0.520481
C -3.749385 0.678056 -0.622221
N -1.718137 -0.015129 -1.698260
C -0.340926 -0.512300 -1.822330
C 0.280639 -0.706888 -0.494599
C 0.952249 -1.748352 0.002825
C 1.331597 -2.917126 -0.823553
C 1.966439 -2.732832 -2.056708
C 2.332598 -3.834191 -2.824169
C 2.070199 -5.121948 -2.367741
C 1.452928 -5.310780 -1.132701
C 1.093024 -4.215256 -0.359282
H -2.321901 -0.111112 -2.505776
H -0.394479 -1.489304 -2.327071
H 0.223904 0.182399 -2.458901
H 2.214174 -1.721302 -2.383207
H 2.838395 -3.683642 -3.776375
H 2.357705 -5.982663 -2.969352
H 1.254462 -6.317874 -0.769849
H 0.615414 -4.354785 0.610354
C -4.150047 1.881579 -1.194550
C -5.493967 2.246600 -1.191268
C -6.446064 1.416592 -0.609133
C -6.060500 0.213307 -0.030957
C -4.720670 -0.142196 -0.047012
H -3.396961 2.543422 -1.620160
H -5.793908 3.191447 -1.638956
H -7.494665 1.704461 -0.603659
H -6.777551 -0.460572 0.429088
N -4.337419 -1.441059 0.524102
0 -3.205387 -1.840502 0.289090
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0 -5.172057 -2.041826 1.172429

TS.°

54

Energy: -424
Cu -0.606443 -1.415329 0.316120

Cl 0

c -0.
-2.
-3.
-2.
-4.

-4

I O WkEN

ooz ITmOooooaoammmEDDIDTDTDOOQOOOOO0O0O0O0OQzZz000@mITDZDToDnTOOOQOQOQOQMAEEO0O00nOo

Wb oy JUuNB_OYOUWE O

React
react

34
Energ

-5.
-3.
-5.
-0.
-0.
-0.
-0.
-0.
-0.
-0.
-0.
-0.
-0.
.230343
.476878
.619946
.764726
.362065
0.
-0.
-0.
-1.
-2.
-1.
0.106540 4.257579 -2.385717
0.405013 3.226217 -1.501635
2.318764 -0.711612 -2.514482
0.250901 0.759333 -2.459364
-0.234343 -0.939043 -2.209092
-2.761537 2.376145 -0.560797
-3.284962 4.218945 -2.144836
-1.451872 5.420195 -3.311497
.912570
.440424
.799735
.078817
.179895
.010991
.733178
.919640
.211365
.176617
.846904
.565238
.566939
.419120

.276985
326967
349840
302860
626944
388880
.155548
280620
658166
016580
297226
289928
315170
351705
360983
305952
278405
315561
376126
385565

060381
296138
630347
960317
248028
219669

ion 31

ant

y: -786

4.41444892

-3.314258 -0.318963
1.774124 1.565105
-0.931352 0.927957
-0.584501 -0.206474
-0.616073 -1.506208
-2.061134 -0.204310
0.551427 0.104328
-1.953342 -1.177225
-3.148358 -0.401162
-2.160964 0.955832
0.763592 2.538162
1.074866 3.886322
2.405843 4.296653
3.420232 3.345347
3.109783 1.992713
-0.277820 2.229505
0.273012 4.621640
2.650098 5.357447
4.462642 3.657399
3.908785 1.254147
-0.719832 -0.474003
0.586499 0.517095
1.214411 -0.295294
0.494246 -1.696287
0.112094 -1.800651
0.277902 -0.421816
1.476438 0.133131
2.560105 -0.838697
2.916656 -1.068118
3.945734 -1.959032
4.615921 -2.615335

4.785534 -2.892701
2.941410 -1.304053
-2.591478 -0.199245
-3.111171 -0.019278
-2.264798 0.071517
-0.888491 -0.011701
-0.378355 -0.189380
-3.235444 -0.255591
-4.188280 0.055363
-2.675494 0.215259
-0.199320 0.065232
1.079435 -0.251781
1.768497 -0.242969
1.506262 -0.309463

.179535542

C 0.001779 -0.084000 0.014054

oaaoaoaoaoaommaoQm=z0O0

1
1
2
3
2
2.
4
5
5
7
7
7

430260

.493382
.595593
.959118
.029801
.751664
.398422

-0.007184 -0.152510 1.235058
-1.250204 0.009645 -0.792186
.174685
.177508
.427445
.560181
.488125

-0.087350 -0.688205
-0.283126 -1.679886
-0.256170 0.031440
-0.180318 -0.877160
0.523130 0.804765

-1.214270 0.577067
-0.126101 -1.647512
-0.057672 -2.551683
1.164072 -3.135713
1.227375 -4.016888
0.077259 -4.325354
-1.140041 -3.748866
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DEmIED DT QDD Q@D DD mmQ

H
a

69

.327497
.390323
.304346
.591634
.961467

043603

.292284
.499345
.690266
.641512
.441393
.387451
.521816
.988222
.565490
.397603
.821689
.952642
.233876

Energy: -438
Cu -1.331340 0.386464 0.557055
Cl -2.044525 0.105957 2.587021
C -2.011367 2.143558 0.820488

-0.757201 -1.529060 0.406994

-0.071925 -2.306035 -0.683782

1.077217 -1.616860 -1.277081

0.663897 -3.651288 0.326784

-0.992161 -2.978282 -1.593601

1.474923 -4.384386 -0.422321

1.373469 -3.138009 1.335904

OOoOEm@mEZIDIoDoDoD D00 NIIDT DT DD IDID oD TDTDTZOOOOOO00000z2z000000000"MmMO000 0O

-0.
-1.
-1.
-2.
-3.
-3.

283876
047214
484945
837873
775678
364824

-1.210811 -2.868482
2.058164 -2.886319
2.180710 -4.465225
0.129857 -5.015942
-2.040724 -3.987509
-2.158069 -2.413256
0.483401 -2.104518
0.547429 -2.789416
0.138674 -2.186916
-0.318604 -0.866655
-0.377890 -0.175705
0.847975 -2.590818
0.931551 -3.809743
0.176310 -2.935989
-0.627462 -0.376218
-0.718628 0.856973
0.463557 -2.282578
0.884774 -3.772496
-0.810135 -3.354476

6.80779891

-4.421735 0.829623
3.124558 705751
4.449175 608051
4.755595 666042
3.738126 825916
2.409503 0.915954

0.
0.
0.
0.

1.715933 2.190428 -1.
1.312259 3.329235 -1.
3.121446 1.794745 -1.
0.926740 1.206024 -2.

513572
302954
230927
045162

-0.460631 1.479170 -2.298276

-1.438326 0.713523 -1.495441

-2.502332 0.102316 -1.336482

-3.770668 -0.493624 -1.113961
-3.897468 -1.864351 -0.831104
-5.160143 -2.397978 -0.623006
-6.290815 -1.587922 -0.704394
-6.170048 -0.230556 -0.997192
-4.915139 0.322306 -1.196468

0.013643 2.901541 0.639923

-0.738473 5.229738 0.
-3.165708 5.791324 0.
-4.837020 3.971782 0.
-4.087783 1.611698 1.
1.185743 0.231754 -1.

468621
597028
899970
077173
881427

-0.611938 2.552159 -2.105358
-0.710029 1.289899 -3.353787
-3.003818 -2.484383 -0.793823
-5.263965 -3.457471 -0.399213
=7.277337 -2.018770 -0.541582
-7.056904 0.395895 -1.067627
-4.797409 1.380514 -1.425142
2.650323 -0.395423 0.987803
3.620057 -1.207037 1.664871
4.287574 -2.078545 0.633333
1.585388 0.103748 1.593628
0.815662 0.780778 0.924406
1.362216 -0.181766 3.046182
4.339324 -0.535409 2.158308
3.131216 -1.820178 2.431313
5.031185 -2.724615 1.115613
3.546099 -2.708765 0.130524
4.786867 -1.467349 -0.126781
2.275819 -0.057850 3.638536
0.573906 0.474629 3.419935
1.014173 -1.218078 3.158585
3.779492 0.781797 -1.927954
5.103178 0.483135 -1.633117
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.784420 1.152459 -0.613496
.116248 2.168817 0.074957
.806960 2.499606 -0.241854
.267442 0.238485 -2.721117
.619916 -0.295269 -2.197289
.640391 2.713466 0.861548
.287230 3.306543 0.272254
.184337 0.760388 -0.246942
.765902 0.462203 -1.128415
.718414 1.577919 0.252616
.186198 -0.098227 0.442386

DD oD QDD IO
~NJ 9 Jwuo o ww oo

-
-

55
Energy: -4079.28213696

Cu 0.021630 -0.003049 -0.010752
Cl 0.073509 -0.068420 2.116183
C 1.888405 -0.023432 0.283280
-1.997703 0.330450 -0.250985

-1.932027 1.757006 -0.742330
-2.612551 2.018389 -1.996372
-2.855729 2.672370 0.550491
-0.527475 2.208412 -0.614917
-2.837319 3.964202 0.263617
-4.107683 2.244623 0.579642
-2.295266 2.475005 1.729403

-1.

-1.

0

1
.619291 194492 0.281421
.003929 071541 0.156345
.600292 0.184500 0.071308
.821979 1.336278 0.114155
.435024 1.245757 0.246539
.136804 -2.170002 0.349896
.613760 -1.973627 0.132524
.682626 0.265117 -0.013683
.286066 2.319899 0.062036
1.813691 2.137438 0.311277
-0.606583 -3.206409 0.579370
0.450576 -3.586456 0.086029
-0.961191 -3.437643 2.000650
-1.530099 -2.531639 -0.181466
-1.200740 -2.216270 -1.551427
-0.188263 -1.151110 -1.727363
0.561023 -0.350121 -2.285052
1.513739 0.512657 -2.890092
1.173301 1.832986 -3.223349
2.132172 2.660961 -3.787706
3
3
2

B0 DN WS BN

.418757 2.181920 -4.026584

.756041 0.868232 -3.707015

.808492 0.031170 -3.138830
-2.209381 -1.930432 0.272746
-0.817861 -3.122735 -2.035881
-2.118230 -1.904292 -2.063786
.168314 2.192946 -3.013690
.875373 3.687196 -4.041696
.166169 2.839225 -4.468124
.762281 0.499406 -3.895957
.054866 -0.993373 -2.865257
0.079742 -3.708166 2.891197
-0.184779 -3.907686 4.235902
-1.492805 -3.852580 4.727258
-2.530059 -3.602946 3.827210
-2.271392 -3.392902 2.479279
1.096802 -3.746962 2.505002
0.635116 -4.108115 4.926330

DITomoDoDoDoODN@DOoooaEpDDnDDDIZD Tz oao0oo@m DD om0 00no
[SSR NN Y

-1.767148 -4.038565 6.188774
-3.557577 -3.576324 4.190506
-3.104107 -3.227506 1.796333
-2.803605 -4.347515 6.370491
-1.103896 -4.793011 6.630408
-1.603599 -3.103093 6.742312

TS,

55

Energy: -4079.26001777
Cu -0.698039 -0.602730 -0.595452
Cl -0.014040 -1.420858 -2.456081
C -2.108856 -1.846073 -0.665266
0 0.672555 0.827815 -0.571340
S 1.017718 2.071455 0.206058
0 2.316958 1.975808 0.877318
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c

TmIDIDToDo@Dn@DoooooEDDDoDoDoD Dm0z oooErmmmt QA AO

1.252496 3.265784 -1.163219
-0.085274 2.611192 0.999388
1.563764 4.451433 -0.662869
2.215369 2.864126 -1.972314
0.118392 3.368970 -1.847770
-2.023723 -3.029238 0.045778
-3.129406 -3.880463 0.036731
-4.274773 -3.541950 -0.676819
-4.321857 -2.351608 -1.395456
-3.226659 -1.489341 -1.399565
-1.127720 -3.282526 0.609659
-3.087824 -4.813385 0.597465
-5.132307 -4.212644 -0.678748
-5.210509 -2.087970 -1.966949
-3.260625 -0.559089 -1.966565

1.614909 -1.022881 1.616342
0.578932 -1.617318 1.234982
2.924411 -1.232389 1.012531
1.464912 -0.147251 2.648048
0.085607 -0.078569 3.113234
-0.813961 -0.283474 1.969008
-1.588176 0.029937 1.017697
-2.851325 0.745123 0.875362
-2.967353 1.861586 0.042148
-4.207816 2.462249 -0.130733
-5.335829 1.950718 0.505355
-5.221096 0.832287 1.325183
-3.984120 0.228749 1.512480

1.996845 0.722611 2.567931
-0.076578 -0.830142 3.897672
-0.111389 0.920493 3.523093
-2.080889 2.268420 -0.440525
-4.291855 3.337703 -0.771872
-6.305759 2.422467 0.358344
-6.099764 0.422669 1.820312

-3.888326 -0.669151 2.122628
4.100316 -0.873082 1.680312
5.327785 -1.077507 1.074119
5.411356 -1.630758 -0.207975
4.229512 -1.990891 -0.861951
2.995046 -1.800585 -0.264248
4.053186 -0.455471 2.684861
6.243107 -0.804700 1.598953
6.738394 -1.809342 -0.878207
4.281045 -2.420443 -1.862072
2.079102 -2.063564 -0.792080
6.980004 -0.935656 -1.499949
7.549436 -1.923528 -0.148923
6.742388 -2.685261 -1.538268
TSa:”
55
Energy: -4079.27029944

C
C

ooz aoo0ono@mmEmn OO 00noAN

u 0.662033 -0.641161 0.335925
1 0.244268 -1.325331 2.353506
2.393817 -1.524652 0.311809
-0.895106 0.603578 0.348146
-0.949676 2.062678 -0.022776
-1.411263 2.276027 -1.401493
-2.351065 2.598679 1.031466

0.216440 2.822908 0.412944
-2.597789 3.880959 0.805632
-3.427867 1.887697 0.730955
-2.051095 2.428599 2.305543
.477577 -2.641843 -0.509566
.437960 -3.610020 -0.222908
.305214 -3.437990 0.850365
.213730 -2.300550 1.651681
.253065 -1.333385 1.388846
. 795549 -2.766354 -1.348209
.507464 -4.495836 -0.851573
.060825 -4.191752 1.063691
.884354 -2.168955 2.498668
.171039 -0.445006 2.011899
-1.499051 -1.289858 -1.421337
-0.617349 -2.012929 -0.929738
-2.906896 -1.354197 -1.000762
-1.171431 -0.357710 -2.363917
0.229488 -0.165417 -2.628210
1.119759 0.005267 -1.452311
2.231566 0.156343 -0.875607

Wd UWwWkE WwWbh s WwN
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3.444551 0.921603 -0.677348
3.334102 2.272335 -0.327705
4.490519 3.032022 -0.189162
5.738297 2.456029 -0.403474
5.842845 1.108980 -0.750450
4.700281 0.334868 -0.876524
-1.705384 0.512164 -2.327576
0.620463 -1.028099 -3.188108
0.338251 0.723822 -3.263366
2.346434 2.701623 -0.156888
4.411657 4.080976 0.088975
6.639223 3.057778 -0.296021
6.820684 0.661534 -0.917235
4.766395 -0.722113 -1.132492
-3.949835 -0.877647 -1.797605
-5.254236 -0.913427 -1.325702
-5.541983 -1.409236 -0.052196
-4.488290 -1.886091 0.734814
-3.183749 -1.865385 0.271148
-3.746792 -0.504337 -2.800811
-6.067570 -0.551426 -1.954719
-6.944571 -1.413003 0.474874
-4.700586 -2.271703 1.732188
-2.358403 -2.212405 0.892023
-7.104190 -0.577919 1.171424
-7.681613 -1.313181 -0.330889
-7.164093 -2.335893 1.026586
55

Energy: -4079.32543352

C
C
C

[@N=: 1O NONONO M@=l O NONONONONONONONON-No el =ii=:Ii:- i1 HoNONONO NN N N oo Ne N Ne]

u 0.
1 1.
-2.
-1.
-1.

176357 -0.536916 0.692881
108064 -2.086596 1.955125
166835 0.970170 1.541042

251180 -1.587322 0.106319
119242 -1.910035 -1.386792

0.267267 -1.746460 -1.829247

-1.
-2.
-1.
-0.
-2.
-1.
-1.
-3.
-3.
-3.
-0.
-1.
-3.
-5.
-4.

I O WkEDN

442724 -3.716799 -1.352896
171583 -1.310302 -2.192854
396653 -4.170330 -2.597158
526815 -4.323900 -0.628019
641922 -3.944754 -0.847430
285140 0.684970 2.591988
749110 0.087219 3.759891
098624 -0.211896 3.897164
987198 0.101161 2.869301
527457 0.689970 1.699827
241408 0.996906 2.529378
047049 -0.144788 4.558225
462998 -0.684839 4.807179
045805 -0.129150 2.976531
215493 0.906861 0.883532

.285334 0.902914 -0.192442
.684308 0.542468 0.858005
.752392 0.966045 -0.153524
.650841 1.222501 -1.321719
.199694 1.272060 -1.501222

.549248 0.933360 -0.267836
.652478 1.478525 0.251315

.414876 2.535361 -0.455106
.790361 2.363197 -1.791442
.511850 3.355603 -2.447844
.864225 4.522479 -1.777309
.508136 4.691402 -0.440740
.795477 3.700062 0.220604

2.214870 1.299397 -2.159080

-0.074752 2.297683 -1.798195
-0.051755 0.594642 -2.329460
-2.554051 1.423904 -2.293850
-3.811372 3.208459 -3.484107
-4.428778 5.298084 -2.292206
-3.791703 5.599204 0.089261
-2.521781 3.821331 1.268662
4.491361 1.834150 -0.961695
5.876072 1.831755 -0.890982
6.549239 0.963557 -0.026233
5.796266 0.106436 0.782561
4.412011 0.105071 0.730909
3.987648 2.546635 -1.615416
6.450219 2.521442 -1.509246
8.045789 0.937534 0.025623
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55
Energ

Cl1

c -0.
-1.

-2
-2

-3.

-4
-4
-2

-3.
-0.
-0.
-0.

-1
-1

-0.
-0.
-1.

-1

-0.

.310027
.821070
.409431
.443088
.482668

-0.571355 1.464057
-0.565565 1.354737
0.805034 1.052058

0.100638 -0.565737
1.859178 -0.376347

y: —-4079.29389565
Cu -0.018373 -1.241395 0.354184
-2.849454 -0.302506
1.930630 1.438261

.315437
806205
808430
.880372
.303685
492201
.005463
.456389
.500917
967081
430386
524217
999061
.380891
.288046
084440
238213
079417
.758405
.587127

.435343
.675270
.884910
.886619
.433016

.074772
.679426
.339003
.719807
.322076
.557234
.179888
569865

-1.304643 1.001655
-1.264988 -0.077863
-1.117424 -1.415877
-2.991860 -0.015780
-0.418366 0.287395
-3.147123 -0.910880
-3.823975 -0.293101
-3.262768 1.189047
1.048691 2.462748
1.421410 3.792444
2.685613 4.133684
3.570700 3.130883
3.198220 1.796871
0.050778 2.210817
0.713961 4.568182
2.975150 5.179948
4.558864 3.387406
3.898464 1.019177
0.081005 -0.545214
0.143121 0.460978

-0.044489 -0.384253
0.196305 -1.757835
0.160821 -1.839121

0
1
2
2.
3
4
4
3

.492627 -0.475633
.580457 0.021119
.452366 -0.997630

384041 -1.192923

.219203 -2.128175
.118030 -2.866365
.185080 -2.672873
.351071 -1.741986

2.448201 0.075826 -2.590327
0.073270 0.924606 -2.541036

0.086884 -0.
-3.310704 1.
-4.397370 3.
-3.035246 4.
-0.579525 4.
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34
Energ
c -0
-0
-1

amTaoaom=zao
BN WN P

.508013
.678390
.046310
.651636
.844846
.474620
.225182
.659735
.126166
.303585
.846743
.528095
.351152
.674623

ion 32

ant

y: -786
.001351
.000536
.261774

.165268
.177916
.428742
.553622
.431421
.502900
.486912

.17

821944 -2.190201
666754 -0.620858
159321 -2.285037
767516 -3.597787
891167 -3.244278
3.398178 -1.576125
-0.656346 -1.358554
-0.766221 -1.166253
-0.273270 -0.006562
0.326734 0.964784
0.430704 0.789939
-1.101858 -2.244190
-1.257067 -1.921358
-0.421901 0.208768
0.711376 1.875415
0.888386 1.551443
0.391586 0.824583
-1.363620 0.728859
-0.437192 -0.740612

9182908

0.004253 0.000476
-0.001838 1.223282
-0.036599 -0.800630
0.049116 -0.709414
-0.188930 -1.691752
0.007233 0.010298
0.125617 -0.903213
0.822908 0.747488
-0.922297 0.598725
0.213442 -1.670331
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.591258 0.320831 -2.568095
.971090 1.569538 -3.080249
.046870 1.670498 -3.951734
.756744 0.531439 -4.322645
.386559 -0.712691 -3.818622
.311177 -0.820859 -2.947527
.411293 2.454437 -2.782440
.334661 2.644612 -4.343481
.600691 0.613633 -5.005435
.940271 -1.604786 -4.106352
.014848 -1.789027 -2.547575
-1.341262 0.376665 -2.131694
.557881 0.312430 -2.801397
-3.689237 -0.164143 -2.149632
-3.631169 -0.574722 -0.814780
-2.409100 -0.494601 -0.152885
-0.470224 0.791055 -2.638618
-2.626684 0.648035 -3.834885
-4.641559 -0.210299 -2.679734
-4.851994 -1.102900 -0.121460
-2.322708 -0.784901 0.894090
-4.765109 -1.013422 0.967918
-5.757070 -0.567391 -0.435337
-5.011568 -2.166336 -0.349436

O JuoydJ o wm
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H
a

69

Energy: -4386.80672648

Cu -1.267200 0.422118 0.550414
Cl -1.953720 0.226458 2.598162
C -1.803162 2.230812 0.799586
-0.837585 -1.533134 0.415586
-0.274152 -2.377003 -0.695497
0.890954 -1.790229 -1.363003
0.409806 -3.759715 0.300100
-1.291714 -2.987354 -1.543009
1.114765 -4.567903 -0.477728
1.214696 -3.286951 1.255799
-0.565405 -4.442329 0.873032

-0.766331 3.131140 0.658764
-1.098903 4.484990 0.551064
-2.422380 4.898587 0.624703
-3.435181 3.960550 0.810602

-3.129702 2.604413 0.911324
1.894564 1.944273 -1.594999
1.589171 3.113679 -1.386904
3.277850 1.445861 -1.354154
1.015965 1.022266 -2.093522
-0.348368 1.405548 -2.325969
-1.373959 0.730040 -1.502571
-2.483466 0.213287 -1.320888
-3.799134 -0.258894 -1.076160
-4.051224 -1.602905 -0.752410
-5.356964 -2.010337 -0.525016
-6.408051 -1.101488 -0.627417
-6.163122 0.229816 -0.959795
-4.863280 0.657456 -1.178210
0.272293 2.823756 0.582250
-0.295263 5.202432 0.391908
-2.668259 5.956217 0.547700
-4.473475 4.278423 0.896769
-3.911349 1.868400 1.091682
1.198294 0.030439 -1.933419
-0.408703 2.488737 -2.139936
-0.629539 1.229708 -3.375864
-3.219157 -2.302388 -0.700481
-5.557377 -3.048668 -0.269896
-7.429456 -1.433913 -0.449724
-6.988181 0.933910 -1.046036
-4.648630 1.693273 -1.436821
.629029 -0.680861 0.910077
.549848 -1.548312 1.587695
.175159 -2.447518 0.553858
.634174 -0.072838 1.535792
.909804 0.659832 0.874950
.431045 -0.308577 3.000089
.302247 -0.922958 2.092324
.021016 -2.137072 2.346577
.856990 -3.155557 1.040072
.400317 -3.012509 0.024058
.739215 -1.863314 -0.181372
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55

Energy:

.370120
.719596
.990795
.827035
.149502
.904617
.361486
.051147
.239832
.594153
.176575
.601226
.939837
.725886
.264921
.198096

-0.261697
0.425851
-1.305014
0.375486
0.011458
0.684182
1.748579
2.129564
-0.153826
-0.804669
2.455474
2.977585
0.389464
3.415061
1.854926
2.651967

3.562898
3.383056
3.144822
-2.057625
-1.825242
-0.871432
-0.144106
-0.415368
-2.806490
-2.393674
0.898905
0.101409
-0.690985
1.178840
1.815957
0.547992

-4079.28167363

Cu 0.016926 -0.048653 0.004580
Cl 0.073198 -0.159479 2.129439
C 1.884142 -0.106136

-1
-1

1
N

B0 NDN WS WN

1.
0
1
1
2.
3
3
2

0
1
4
4.
3
0

ITmoDoODnDDI@DoooooaEpDoDnoDDEDIDTDOoOOO000czao0oomnmnD om0 Q0 no

-2.
-2.
-0.
-2.
-4.

.996179
.911541
598002
809378
498871
780265
065416
.236629

.597875
.983898
.598217
.836989
.449331
.101608
.580530
.681347
.315349

841412

146209

.427057
.750729
.795026
-2.249374 -1.950383 0.250574

-0.874496 -3.109413 -2.084902
-2.156702 -1.871782 -2.085019
.178735
.900334
.180842

752743

.030891

014126

0.321784
1.757451
2.055711
2.661243
2.183314
3.957160
2.246615
2.439629

-1.287404

-1.181081

0.067922

1.229400

1.155451

-2.257569

-2.090936

0.134977

2.207153

2.054154

-0.353704
0.509056
1.838844
2.666154
2.177394
0.854764
0.018108

2.206187
3.699522
2.834242
0.478605
-1.013362
-3.792649

0.290368
-0.218911
-0.680305
-1.922799
0.638987
-0.555133
0.371973
0.676911
1.807687
0.255659
0.129160
0.074496
0.150347
0.284772
0.300304
0.079709
-0.012164
0.122868
0.375043

-0.663427 -3.253075 0.527541
0.388689 -3.636891 0.027342
-1.025819 -3.512185 1.944578
-1.576006 -2.547799 -0.217337
-1.243337 -2.207885 -1.580671
-0.215384 -1.154333 -1.735342
.544101
.505822
.179267

-2.279756
-2.870039
-3.179008
-3.730326
-3.980019
-3.683990
-3.129035

-2.960901
-3.965479
-4.411275
-3.880742
-2.872574
2.830275

-0.230976 -4.018245 4.181625
-1.554472 -3.981323 4.628284
-2.601495 -3.720782 3.751572
-2.342279 -3.481242 2.407907
1.032633 -3.816711 2.441874

-1.764250 -4.164736 5.682816
-3.626873 -3.710661 4.116733
-3.168928 -3.307115 1.720389

5.136108
5.984620
4.642172
5.547071

0.898667 -4.266950
0.581924 -4.886108
1.738556 -4.770703
1.283783 -3.323197
TS:"
55
Energy: -4079.26013438
Cu -

0.614713 -0.602554 -0.523946
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Cl 0.093707 -1.522130 -2.330611
C -2.036329 -1.835717 -0.551202

.379612 2.740566 -2.028276

.289615 3.286228 -1.983900

-1.976872 -2.977960 0.226097
-3.091433 -3.817576 0.243073
-4.219364 -3.508642 -0.510431
-4.240090 -2.360252 -1.295512
-3.135824 -1.510088 -1.326465
-1.094892 -3.207983 0.820970
-3.070424 -4.717757 0.856039
-5.083971 -4.169902 -0.491215
-5.114950 -2.120385 -1.897900
-3.149554 -0.612416 -1.944653
1.637142 -0.934426 1.761933

0.598000 -1.532698 1.397081

2.952306 -1.197925 1.185289
1
0

0.766430 0.814228 -0.552449
1.117280 2.093962 0.161947

2.398331 2.013534 0.868538

1.405441 3.203791 -1.267274
0.006066 2.696475 0.896425

1.725902 4.410760 -0.827717
2 2

0 3

.484871 0.001577 2.736544
.097594 0.127437 3.165681
0.782630 -0.127186 2.015881

-1.531817 0.136257 1.030546
.780738 0.856752 0.810129
-2.858689 1.926698 -0.086179

-5.239088 2.063292 0.298215
-5.161683 0.990990 1.181626
-3.937853 0.386823 1.439491
2.042240 0.851484 2.625538

-0.098284 -0.572741 3.989006
-0.085247 1.152940 3.511692
-1.953465 2.298259 -0.562416
-4.141710 3.367673 -1.020587
-6.198779 2.535408 0.095666
-6.059372 0.617884 1.671434

.870538 -0.477138 2.100344

0
0
1
-4.086796 2.528219 -0.330042
2
0
0
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4.127196 -0.822951 1.844659
5.348958 -1.070713 1.238789
5.396120 -1.675419 -0.014899
4.231164 -2.057047 -0.685007
3.008411 -1.818014 -0.065152
4.083409 -0.356448 2.827348
6.271829 -0.785379 1.739721
6.361610 -1.851847 -0.490767
4.282960 -2.711862 -2.032529
2.082817 -2.082424 -0.576539
5.137474 -2.354635 -2.620322
4.382758 -3.802619 -1.941639
3.366859 -2.513299 -2.601892
TSa:"
55

Energy: -4079.26990549
Cu -0.580235 -0.670388 -0.213947
Cl -0.058141 -1.610126 -2.103556
-2.324593 -1.523167 -0.182526
0 0.952072 0.601334 -0.329599
S 0.987070 2.090615 -0.107494
0 1.291158 2.448756 1.285872
C 2.515806 2.501304 -1.033678
0 -0.107196 2.808091 -0.751431
F 2.747719 3.801992 -0.933013
F 3.535758 1.834922 -0.512221
F 2.380779 2.177727 -2.306090
C -2.476119 -2.555562 0.733931
C -3.442685 -3.528677 0.486028
C -4.248489 -3.441888 -0.644113
c
c
H
H
H
H
H
C
¢}

Q

-4.089691 -2.386337 -1.541246
-3.121612 -1.417010 -1.317573
-1.843500 -2.611165 1.617730
-3.565772 -4.350461 1.189046
-5.009101 -4.198565 -0.827140
-4.712526 -2.322352 -2.431419
-2.986664 -0.592056 -2.014437
1.515878 -1.103605 1.652220
0.646136 -1.892853 1.247887
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C 2.924460 -1.187228 1.228708
N 1.165203 -0.074708 2.477616
-0.244391 0.121378 2.691014
-1.102446 0.161286 1.479420
-2.189263 0

0

.264904 0.848251

0

0
-3.383021 1.016796 0.524220
-3.239154 2.323464 0.043452
-4.377906 3.076749 -0.219788
-5.641422 2.538267 -0.000507
-5.779383 1.234732 0.476475
-4.654115 0.465984 0.728709

1.679845 0.798340 2.345612
-0.637886 -0.687097 3.324527
-0.379997 1.069869 3.227277
-2.240114 2.724147 -0.132285
-4.272558 4.090743 -0.599963
-6.528560 3.134892 -0.206217
-6.769537 0.816447 0.646209

jasjipaciiaciic i@l ac i« B O MO MO N O I Q== iy=c i i sl =: O NONONONONONONO NG

-4.745540 -0.558878 1.087088
3.955159 -0.539186 1.914470
5.243452 -0.580958 1.399781
5.496658 -1.251987 0.206844
4.476722 -1.905273 -0.489272
3.189682 -1.869404 0.040446
3.756781 -0.023380 2.853020
6.055435 -0.082528 1.925986
6.508656 -1.264970 -0.199958
4.747665 -2.629840 -1.773837
2.361135 -2.337483 -0.492300
3.892148 -2.554817 -2.456455
5.630627 -2.227636 -2.285457
4.929963 -3.699384 -1.597843
I,
55

Energy: -4079.32499195

Cu -0.306309 0.484879 0.619179

Cl -1.428041 1.971169 1.801144

C 2.099894 -0.825855 1.622711

0 1.069546 1.638666 0.110979

S 1.005248 1.937487 -1.391874

-0.338202 1.674113 -1.912081
1.205897 3.762424 -1.365478

.141858 1.403285 -2.126521
.199973 4.198206 -2.616836
.213465 4.315742 -0.701081
.357530 4.074435 -0.798034
.138868 -0.601323 2.617375
.486825 0.038636 3.802963
.799403 0.441275 4.014673
.767959 0.190013 3.043696
.423526 -0.440769 1.856663
.127122 -0.992188 2.497806
.723785 0.221594 4.556814
.072653 0.946968 4.938916
.797840 0.501591 3.209285
.172729 -0.609945 1.084169
-2.232736 -1.149770 -0.357496
-1.731717 -0.707726 0.713126
-3.688500 -1.363199 -0.396589
-1.510491 -1.426307 -1.443712
.053492 -1.336317 -1.547276
.591388 -0.931279 -0.276118
.703393 -1.381443 0.311273
.589483 -2.374902 -0.340974
.021143 -2.180638 -1.657268
.858846 -3.112169 -2.262744
.272337 -4.239981 -1.561046
.859904 -4.429464 -0.243563
.030585 -3.498254 0.367305
-2.019656 -1.585152 -2.304496
0.330792 -2.331025 -1.826490
0.177138 -0.635920 -2.362639
2.734108 -1.268616 -2.182767
4
4
4

BB WO O WWNhHERENDORDN
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.200566 -2.946893 -3.283104
.927829 -4.967977 -2.036180
.190490 -5.305978 0.311258
2.711994 -3.635348 1.400612
-4.278278 -2.331585 -1.211843
-5.660810 -2.462652 -1.214535
-6.439966 -1.630577 -0.418213
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55
Energ

Cu -0.042527 -1.275753 0.317521
.150157 -2.970305 -0.385165
565898 1.957440 1.373724

Cl1

Cc -0.

-1
-2
-2

-4
-2
-4

I O WkEN

mTDIDITDo@DnoDIDooooOoaEmDDoDoDoDDIZIOoOoooo00cazaooommmnm oMo QO0no
I
o
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React
react

34
Energ

m= 000

-3.
-3.

-0.
-0.
-0.
-0.
-0.

0.
-0.
-1.
-2.
-3.
-2.
-1.
-0.
2.365223 -0
0.054814 0.835107 -2.621590
-0. -0.904586 -2.242552
-3.
4.
-2.

.862895
.476299
.665340
.133260
.525480

-0.658842
-0.539936
-3.008825
-3.222365
-1.737180
.722140 0.228727 1.255158
.984318 0.207581 1.038298
.118388 0.927231 1.844601
.413349 0.819652 0.639588
.334740 -0.359091 1.951725

y: -4079.29328316

0
0

-1.806366
-1.834011
-0.428948

-1.323052

-0.652055
-0.106519

.790802 -1.199845 1
.917200 -1.118873 0
.407897 -1.041465
630843 -2.801176 0
964888 -0.193365 0
.645100 -2.919712
.707443 -3.701534
.062280 -3.008104 1
187022 1.074821 2.

025600
532768
187288
577650
173461
392887
006121
402561

027440
182617
256830
866147
.393051

.683108
.570571
.939822
.627297
.966108
.592799
.021488
.470431
.702344
.725878
.041640
.313572
.431984
.054705

ion 33

ant

-0.581057 3.
-1.262863 4.
-1.254462 3.
.451961
.755056
.900023
.851828

-0.
-0.
-0.
-0.

0
1
2
2.
3
4
4
3

. 441752
.574549
.468495
481291
.337313
.175999
.161299
.306144
.171141

189154 1.477537 3.
572788 2.773356 4.
956169 3.659854 3.
955193 3.257355 1.
0.088586 0.054182 2.148991

0.097000 0.769612 4.496032

086881 5.100617
672905 3.311190
959129 0.952604

130786 -0.725259
001553 0.317301
352394 -0.644662
000447 -1.911436
.396655 0.058586 -1.924487
-0.
-0.
-1.
-1.
-2.
-2.
-2.
-1.
-2.

.406020
.413940

.068450
.047663

.191632
.449531

.425122
396547
720784
058216
057319
728764

545216
040206
043369
170844
091259
881879
756509
840755
766264

1.811055 -0.557729
3.341253 -2.194865
4.842306 -3.601155
4.820272 -3.369203
3.289276 -1.728162
-1.086950 -1.623793
-1.285556 -1.502357
-0.752224 -0.418812
-0.026807 0.577977
0.156869 0.456330
-1.560144 -2.437481
-1.873330 -2.248447
-0.913029 -0.329990
0.531341 1.743592
0.705529 1.219288
-0.248372 2.245292
1.309669 1.423822
0.975876 2.487110

y: -786.177300649

-0.014156 -0.367337 0.040395
-0.038428 -0.545799 1.250194
1.244643 -0.303695 -0.763049
-1.171210 -0.228003 -0.676330
-1.148223 0.138935 -1.618144
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Energy:
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.449536
.550340
.464953
.541711
.453095
.515360
.594846
.624367
.587948
.518068
.489118
.838849
.676885
.395210
.270402
.425529

.260353
.417096
.575071
.566207
.419793
.357099
.413559
.491192
.478121
.483728
.435374
.665437
.388645

-0.244875 0.015706
-0.281569 -0.933906
-1.123071 0.677038
0.628733 0.682352

-0.
-0.
-1.
-1.
-0.

302201 -
337507 -
382693 -
414439 -
409286 -

1.741258
2.693670
3.624887
4.555304
4.567742

0.631036 -3.644791
0.670857 -2.713735
-2.165771 -3.605161
-2.229807 -5.274772
-0.436953 -5.297637

1
1
-0.
-0.
-0.

.417879 -3.
.481259 -1.
810992 -2.
786235 -2.
238150 -2.

651468
989651
065762
833577
295544

0.262964 -0.998843
0.233383 -0.202839
-1.266426 -2.471171
-1.196399 -3.841726
-0.204112 -2.883188
0.690748 -0.581246
0.773452 1.195327

1.293278 1.360017

1.471749 1.407655

-0.029615 1.934806

-4386.80069210

Cu -1.323358 0.326186 0.585571
Cl -2.313076 -0.143577 2.464584
C -1.789366 2.116788 1.032623
-1.022901 -1.611086 0.200524
-0.246000 -2.324419 -0.871300
0.959795 -1.618925 -1.307785
0.382662 -3.752427 0.099384
-1.088854 -2.908594 -1.907460
1.288059 -4.414642 -0.606325
0.960329 -3.326538 1.226042
-4.566299 0.418098

oo QoOmmmIIIIoD oD OoDoDEDIDITDOOOQOQOOOO00000z=Zz00000000M"m"E 00000

-0.
-0.
-0.
-2.
-3.

-3

607337
710308
979166
286122
347126
.104753

2.
4.
4.
3.
2.

972988 1.
342365 1.
810307 1.
911383 1.
543079 1.

2.208669 2.001882 -1.
1.937126 3.101892 -0.
3.593636 1.439088 -1.
1.266796 1.259978 -1.
1.767245 -1.943968
0.959844 -1.383507
0.455209 -1.429344

-0

-1.
-2.
-3.
-3.
-5.
-6.
-5.
-4.

.064937
169020
298633
631896
910853
231637
269604
996598
682867

.080080
.301226
.087287
.453461
.302732
.811031
.446562

.518230
.222247
.128765
.396922
.806436 0.388479 1.112753
.912829 -0.525690 3.323295

-0
-1
-1
-0

.029498 -
.406980 -
.828921 -
.899558 -

141146
239242
257175
178721
074869
122990
649833
112157
787098

1.427598
1.428481
1.430718
1.441315

0.467395 -1.452526
0.907586 -1.440716
0.320318 2.630711 1.096734

-0.137311 5.031772 1.
-2.482338 5.877792 1.
-4.375995 4.267005 1.
-3.929299 1.832617 1.
1.425823 0.280193 -1.
2.760774 -1.471108

1.906569 -3.010957

-2.119095 -1.435216
-2.893870 -1.426755
-1.243053 -1.444198

1.
1.
-0.
-1
-2
-0.

188711 -1
970692 -1
893977 1.

.832274 2.
.616187 1.

310082 1.

284683
340497
216245
052026
999750

.468949
.450490
528070
354397
443365
923984
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Energ

.786891
.506049
.673978
.532898
.852457
. 731559
.215745
.351253
.803501
.086553
.181549
.979758
.701039
.959225
.224132
.839501
.584993
.193601
.908937
.171320
.572194

y: —-407

-1.279406
-2.494771
-3.377902
-3.114364
-1.953352
-0.571208

3.119021
2.856281
2.
0
0
4

012680

.667627
.955363

049050

0.273723 3.584912
-1.469648 3.368501
0.058071 -1.190658
-0.468335 -1.263531
0.386446 -1.243868
1.756825 -1.143150
2.314651 -1.073493
-0.629686 -1.160113
-1.545772 -1.345146
2.427325 -1.127317
3.808782 -0.983815
-0.010788 -1.309237
4.218579 -1.742870
4.123188 -0.019295
4.270640 -1.109938

9.28132215

Cu 0.118821 -0.015940 0.017630
Cl 0.245644 -0.105808 2.141883

C 1.997767 -0.
-1.
-1.
-2.
-2.
-0.
-2.
-3.

1
N

SO NN WS BN

1.

-1
-1
-1
-0

NDWWN P 2o

I Wb s PO

-2

0.
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1
1
1

892133
817741
547780
661789
399130
628384
919658
.052046

.699212
.081317
.704032
.955907
.573641
.196671
.666801
.783595
.441246

978462

.006542
.473073
.182103
177277

.542997
.466072
.112975
.046026
.319402
.669012
.747123
-2.145868 -1.919360 0.384589
-0.812050 -3.108356 -1.961557
-2.113667 -1.890385 -1.964064
.120036
.779891
.046877
.664766

004644
.050526
.516807
.870957
.805520
367310

210956

.967560
.802001
.656607

0.366283
1.800255
2.095378
2.717898
2.218290
4.012017
2.316110
2.496792

-1.273113

-1.173387

089096 0.193431

-0.134836
-0.605797
-1.824063
0.739828

-0.535593

0
0
1
0

464582
821640
889496
081949

-0.089600
0.071860 -0.122891
1.235423 0.021164
1.167334 0.206902
-2.240903 0.100603
-2.085617 -0.196004
0.134104 -0.248522
2.209967 0.008594
2.067254 0.352836

-0.586974 -3.269190 0.629579
0.451470 -3.668931 0.114235

-3.587619 2.022039
-2.507202 -0.095548
-2.197798 -1.474209
-1.132865 -1.693285
-0.332517 -2.290654

3.
3.

4.
3.

0.530596 -2.
1.853339 -
2.681941 -
2.201826 -
0.886162 -
0.048002 -

3.

937783
248574
853470
153698
856235
249343

2.214725 -2.989909
3.709880 -4.090133
2.860150 -4.625912
0.516711 -4.093136
-0.978002 -2.992224
-3.764014 3.043027
-4.077685 4.319823
-4.234404 4.593035
-4.076416 3.577661
-3.750513 2.301550

-4.200874 5.
-3.755778 3.
-4.297609 2.
-2.584082 2.

1.423444 -3.597772 2.824314

-2.193821 -4.484595 5.602405
-3.867666 -4.208227 3.774053
-3.093123 -3.652569 1.495235

122008
763010
071918
468345
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Energ

Cu -0.691781 -0.572090 -0.616667
Cl -0.206877 -1.375642 -2.543220

y: —-4079.25666006

C -2.193301 -1.706071 -0.621609

0.

I ON R O RN

-3.

.271906
.611701
.469413

.871071
.353542
.296822

805628

0.731360 -0.642193
1.965673 0.083196
1.808423 0.657486
3.129737 -1.317910
.262795 2.573795 0.948393
4.304979 -0.859302
2.670424 -2.183621
3.279579 -1.924882

.150327 -2.908540 0.060353
.315785 -3.674383 0.112296
.477498 -3.235286 -0.514556
.482142 -2.028726 -1.207387
.327413 -1.250837 -1.271657
.240714 -3.240805 0.557330
.307520 -4.620184 0.652528
.381735 -3.839795 -0.469062
.384569 -1.686450 -1.711628
.328478 -0.308115 -1.818637
.717652 -1.201609 1.402822
.604436 -1.720338 1.135007
.928134 -1.544362 0.649891
.711363 -0.317579 2.435664
.384025 -0.143332 3.012624
.616528 -0.274074 1.945879
.434076 0.101180 1.056480
.651283 0.901481 0.999915
.742877 2.033455 0.185150
.947466 2.719453 0.096637
.065258 2.277975 0.799678
.976066 1.143688 1.600805
774417 0.454603 1.703201

2.316139 0.499348 2.350194
0.228415 -0.885188 3.807651
0.303430 0.865877 3.436557

-1.
-4.
-6.
-5.
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Energ

863112 2

011524 3

007727 2

847827 0
.702201 -
.246117 -1.
.284523 -1.
.052526 -2.
.752926 -2.
.702927 -2.
.605539 -0.
.307004 -1.
.893588 -2.
.553401 -3.
.680392 -2.
.682927 -0.

.383642 -0.351024
.606527 -0.530685
.816700 0.719383
.788543 2.147533
0.455975 2.297614
201886 1.031016
627295 0.202625
341993 -0.966124
665822 -1.338688
273538 -0.528180
403429 2.248917
378177 0.485238
643947 -1.588232
213393 -2.256837
511170 -0.812327
466737 2.438170

.368350 0.660847 2.099814
.084822 -0.745818 3.151363

y: —-4079.26759578

Cu 0.600851 -0.508800 0.397739

Cl 0.467818 -0.740448 2.555343
2.292267 -1.470371 0.321774
-1.049125 0.568390 0.342504
-1.098006 2.035794 -0.013210
-1.604631 2.255738 -1.372876
-2.449898 2.572204 1.103347
0.098948 2.767718 0.384789
-2.692394 3.859377 0.905993

=iy RO NONONONO R NN NONONO RO NONS]
|
)
o
0
©
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©
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.154008

.873735 0.834797
.377949 2.360081
.650659 -0.410600
.644324 -0.131405
.435451 0.838748
.234156 1.545797
.241377 1.293172
.804514 -1.172364
.578659 -0.688854
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H 4.896808 -4.209246 1.043271
H 4.953259 -2.070777 2.312125
H 3.282559 -0.304029 1.844831
C -1.700217 -1.337504 -1.314813
O -0.812613 -2.019545 -0.784145
C -3.138323 -1.413949 -0.975185
N -1.369530 -0.436571 -2.295857
C 0.023474 -0.271388 -2.598678
C 0.952510 -0.035482 -1.467999
C 2.096009 0.139769 -0.964454
C 3.315398 0.910575 -0.856307
C 3.222102 2.264397 -0.513968
C 4.382873 3.027673 -0.453592
C 5.616612 2.451192 -0.737455
C 5.703971 1.100446 -1.075120
C 4.557832 0.322793 -1.123126
H -1.896611 0.437316 -2.285064
H 0.395092 -1.169202 -3.115638
H 0.123026 0.574795 -3.292152
H 2.244971 2.692986 -0.288834
H 4.319060 4.079311 -0.182016
H 6.520879 3.055677 -0.691354
H 6.671333 0.653188 -1.294944
H 4.609606 -0.738167 -1.366526
C -4.076396 -0.990621 -1.926818
C -5.434848 -0.999694 -1.653611
C -5.868916 -1.436992 -0.407557
C -4.946351 -1.872420 0.534783
C -3.572410 -1.883093 0.283941
H -3.732187 -0.675695 -2.910278
H -6.146784 -0.671214 -2.407935
H -6.931346 -1.446995 -0.168930
H -5.295181 -2.217351 1.507956
C -2.649535 -2.358335 1.362346
H -2.023392 -3.193186 1.030185
H -1.960694 -1.567064 1.685953
H -3.225753 -2.678425 2.238325
I

55

Energy: -4079.32473247
Cu -0.258853 0.500851 0.684735
Cl -1.114268 1.994511 2.063888
C 2.187673 -0.803551 1.512685
0 1.054565 1.638066 -0.035054
S 0.655343 2.003039 -1.468422

0 -0.747520 1.648054 -1.708382
C 0.710836 3.834720 -1.374519

O 1.643735 1.595811 -2.454317

F 0.369335 4.323422 -2.557775

F -0.133913 4.257867 -0.458920
F 1.936205 4.227250 -1.074360

C 1.290641 -0.600299 2.569587

C 1.705914 0.034799 3.736498

C 3.023599 0.451998 3.866727

C 3.930858 0.222945 2.832149

C 3.518998 -0.401104 1.663739

H 0.279103 -1.005963 2.511876

H 0.988810 0.205668 4.536671

H 3.349946 0.953226 4.775986

H 4.965144 0.546876 2.934312

H 4.219240 -0.554078 0.843478

C -2.275128 -1.165259 -0.170822
0 -1.751592 -0.615252 0.834634
C -3.714659 -1.496603 -0.132089
N -1.604895 -1.499910 -1.273848
C -0.169622 -1.336985 -1.497998
C 0.550587 -0.927302 -0.272625
C 1.710594 -1.361011 0.229872

C 2.565294 -2.335814 -0.488261
C 2.893199 -2.130249 -1.832603
C 3.704638 -3.040615 -2.502188
C 4.195213 -4.159365 -1.836376
C 3.886200 -4.360436 -0.492569
C 3.083125 -3.449841 0.181396

H -2.164781 -1.785809 -2.068153
H 0.232684 -2.309224 -1.825320
H -0.035006 -0.617648 -2.319215
H 2.544083 -1.225835 -2.333542
H 3.965137 -2.866225 -3.544683
H 4.830175 -4.871211 -2.361142
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H 4.277080 -5.229989 0.033157

H 2.845213 -3.596060 1.234975

C -4.120373 -2.771810 -0.538763

C -5.460222 -3.129051 -0.502241

C -6.396231 -2.195284 -0.070046

C -5.991102 -0.924360 0.321484

C -4.649049 -0.540604 0.310914

H -3.370395 -3.499141 -0.850396

H -5.769554 -4.127436 -0.803637

H -7.452585 -2.456870 -0.039250

H -6.735270 -0.196833 0.644497

C -4.258420 0.848026 0.713572

H -3.603491 1.326445 -0.027823

H -5.148191 1.476377 0.832020

H -3.692793 0.865145 1.653773
TS:”

55

Energy: -4079.29271955
Cu -0.141669 -1.363745 0.345381
Cl 0.908331 -3.172202 -0.296314

C

mIomoDo@DnDDI@DooooaaEpDnoDnoDDEDIDITDToOOo000czoao0oomnmmTD om0 0O0no

-0.296606 1.943351 1.339361
-1.888355 -1.079155 1.046875
-2.963442 -0.902368 -0.016815
-2.400167 -0.921394 -1.368557
-3.864001 -2.491022 0.144103
-3.913771 0.145617 0.321405
-4.854156 -2.525414 -0.734842
-3.035333 -3.495858 -0.092046
-4.358748 -2.609115 1.365369
-0.036421 1.047307 2.388133
0.013553 1.484754 3.700650
-0.198544 2.828691 4.000530
-0.465696 3.728389 2.974200
-0.516804 3.291790 1.657306
0.103039 -0.007108 2.170557
0.204134 0.767705 4.496679
-0.165319 3.169776 5.033714
-0.640077 4.779083 3.198699
-0.724964 4.004055 0.861164
.500612 -0.397259 -0.602375
.751371 -0.266516 0.401683
.942958 -0.632936 -0.456212
.963984 -0.256361 -1.816488
.515285 -0.111463 -1.894189
.074791 0.328090 -0.536991
-0.300512 1.525558 -0.065022
-0.816229 2.474324 -1.097467
-2.190093 2.637798 -1.282584

3

4

4

coRr WEN

-2.649797 3.545507 -2.231550
-1.749828 4.286492 -2.992207
-0.379289 4.121790 -2.808620
0.088143 3.214110 -1.864377
2.522115 -0.415440 -2.645574
0.252358 0.672564 -2.616448
0.045557 -1.051923 -2.212724
-2.888537 2.043140 -0.691203
-3.720930 3.667361 -2.380660
-2.117158 4.994062 -3.733572
.326902 4.704013 -3.398308
.160016 3.079645 -1.704722
.547377 -1.592493 -1.273036
.905745 -1.850176 -1.158819
.656364 -1.134437 -0.232391
.049250 -0.183039 0.580666
.682646 0.082653 0.503714
.933474 -2.178738 -1.957204
.371584 -2.610559 -1.781418
.724239 -1.322033 -0.135347
.648678 0.371021 1.302666
.062910 1.109354 1.406228
.416601 1.811503 0.862102
.428591 0.642374 2.170157
.840267 1.690229 1.915314
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Reaction 34

reactant

39

Energy: -751.717999135
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-4.120910 0.023203 0.152277
-4.838699 0.084106 -0.838096
-4.746381 -0.077334 1.552782
-2.762042 0.034434 0.080851
-2.219558 -0.014519 0.931452
-1.993689 0.119960 -1.178985
-0.574789 0.098576 -0.803700
-2.297923 -1.085137 -2.074733
-2.305327 1.430494 -1.908498
0.599376 0.079910 -0.504000
1.982323 0.055771 -0.150747
2.646813 -1.165459 0.030520
3.991093 -1.186493 0.375810
4.689406 0.006397 0.544083
4.037658 1.223859 0.365273
2.693277 1.251959 0.020524
2.092819 -2.092794 -0.104848
4.498161 -2.139907 0.514068
5.743751 -0.012732 0.814673
4.581236 2.158102 0.495453
2.175328 2.198830 -0.122044
-3.743802 -0.121322 2.701802
-5.657153 1.140244 1.719569
-5.590316 -1.353466 1.565571
-4.283240 -0.185840 3.656583
-3.086556 -1.001684 2.647069
-3.122502 0.785257 2.745855
-6.137423 -1.435964 2.515322
-6.312761 -1.343739 0.741671
-4.960184 -2.248030 1.458484
-6.208820 1.072800 2.667837
-5.075898 2.073312 1.731384
-6.376804 1.196744 0.895285
-1.692941 -1.030751 -2.988266
-2.055408 -2.018375 -1.552343
-3.359605 -1.086369 -2.341402
-1.701499 1.500162 -2.821779
-3.367412 1.460377 -2.171967
-2.067524 2.288469 -1.268196
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74

Energy: -4352.34271646

Cu -0.878269 0.083282 0.778062

Cl -1.783554 -0.547299 2.669395
-1.493248 1.804130 1.319172
-0.227206 -1.780213 0.311143
0.364629 -2.247116 -0.991214
1.341708 -1.317521 -1.566455
1.396434 -3.645934 -0.402011
-0.609087 -2.841351 -1.898816
1.950894 -4.259317 -1.432358
2.371064 -3.185675 0.392335

0.670072 -4.509973 0.287266
-0.474184 2.722458 1.462841
-0.836364 4.065376 1.617763
-2.171244 4.440530 1.657644
-3.169911 3.474297 1.547268
-2.834878 2.132744 1.385770

1.781475 2.645097 -1.154963
1.303515 3.721411 -0.820752
3.304140 2.435079 -1.077729
1.059709 1.601333 -1.656863
.340387 1.552164 -2.054062
-1.177327 0.680406 -1.158660
-2.214860 0.007128 -1.047441
-3.448693 -0.656688 -0.851830
-3.516424 -2.054563 -0.717299
-4.749985 -2.656135 -0.524835
-5.910614 -1.885364 -0.480197
-5.850413 -0.500519 -0.629030
-4.624071 0.118408 -0.807635
0.575058 2.448974 1.414171
-0.042658 4.808084 1.673513
-2.439168 5.488136 1.781998
-4.220404 3.756501 1.603045
-3.606768 1.366548 1.338879
1.518680 0.697472 -1.734021
-1.024529 2.919115 -2.117422
-0.388445 0.895243 -3.442641
-2.598741 -2.636557 -0.774423

mToQEpTDDmIDDTDOOO0a0000zao0o00000000mMm 000 n0o0
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-4.809452 -3.736449 -0.412239
-6.874333 -2.369514 -0.331165
-6.761477 0.093566 -0.601893
-4.549468 1.198763 -0.928979
.790489 1.053376 -1.503696
.915289 3.488078 -2.007921
.734090 2.719800 0.361789
.237543 -0.509571 1.440042
.218555 -1.394699 1.997169
.343374 -1.464917 0.998679
.979205 -0.467146 1.865077
.239459 0.332528 1.308592
.561440 -1.382840 2.969041
.550792 -0.988385 2.963502
.778090 -2.384119 2.167591
.147525 -2.109183 1.371918
.975572 -1.873866 0.049856
.753491 -0.465705 0.808393
.310243 -1.428336 3.767432
.599050 -1.056773 3.368921
.429771 -2.393446 2.559232

WOUWWds Wbk WHEFONUSOWDRERERERUOSWWWW

.544229 0.835852 -2.553146
.886257 1.015313 -1.416509
.382097 0.250778 -0.875227
.830677 2.683020 0.441244
.394620 3.714840 0.673904
.317402 1.972829 1.050289
.012483 3.444339 -1.954621
.621502 3.311431 -3.052932
3.587384 4.494722 -1.724373

-1.425283 0.800634 -3.789115
0.168916 1.525048 -4.147968
0.063866 -0.103854 -3.418106
-2.032251 2.772570 -2.529459
-1.097695 3.400034 -1.139242
-0.461006 3.584840 -2.780778

jasiiyaciifaciicsjiieiile siite s« i« cjifa e i« vt a iy« ujiacjie e s« i« i« s« e = s < "N O O N O NO N OO INQ I @ = sy == e s i« ]

H
-

60
Energy: -4044.82527265
Cu 0.209802 -0.087542 0.130794
Cl 0.389649 0.253643 2.225861
C 2.089020 0.147393 0.264561

-1.818381 0.093545 0.038530
-1.975652 1.449373 -0.612266
-2.779318 1.445217 -1.823386
-2.937280 2.380861 0.640815
-0.657161 2.108672 -0.665039
-3.134964 3.614724 0.203776
-4.106487 1.788510 0.829210
-2.274879 2.418862 1.782067
2.954757 -0.920837 0.379740
4.311483 -0.655643 0.181516
4.750888 0.638627 -0.085828
3.841363 1.689236 -0.153076
2.480048 1.456063 0.046699

2.588191 -1.919706 0.609652
5.025264 -1.475567 0.249947
5.813317 0.831872 -0.224677
4.182457 2.705327 -0.345893

1.757648 2.271015 0.026447
-0.492072 -3.031524 0.853467
0.717721 -3.072364 0.653709
-1.118166 -3.379906 2.205011
-1.361520 -2.753086 -0.163891
-0.909740 -2.420746 -1.511268

0.023041 -1.247783 -1.552373
0.690732 -0.432255 -2.196902
1.520582 0.482756 -2.889612
1.023492 1.740084 -3.271769
1.859485 2.631330 -3.926802
3.176615 2.275400 -4.211078
3.668910 1.023249 -3.846074
2.846455 0.125575 -3.184404

-2.284015 -2.413458 0.081823
-0.190176 -3.614332 -2.144248
-2.146813 -2.066720 -2.337666
-0.002546 2.002560 -3.021964
1.483554 3.610179 -4.216702
3.827223 2.981776 -4.724345
4.698884 0.753043 -4.070163
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H

C

C

C

H

H

H

H -2.022503 -5.
H -2.386345 -4.
H -0.776080 -5.
H -2.626063 -2.
H -2.004603 -1.
H -3.163114 -2.
H -1.855599 -1.
H -2.836733 -2.
H -2.656555 -1.
H

H

H

TS;"

60

3.216306 -0.847997 -2.867155
-2.290201 -2.461283 2.557473
-1.605506 -4.831063 2.102273
-0.044776 -3.281959 3.284154
-0.470597 -3.578161 4.252541
0.801309 -3.940567 3.057796
0.338756 -2.257265 3.370017

149994
945837
506487
681011
401362
614172

3.067698
1.338357
1.851033
3.579899
2.515324
1.905628

858297 -3.373449
921552 -2.334970
180330 -1.942219

0.084501 -3.377599 -3.179755
0.710638 -3.873159 -1.582240
-0.871878 -4.474655 -2.147664

Energy: -4044.8

Cu -0.572852 -0.124342 -1.080059
Cl -0.302977 -0.540643 -3.158680

0999661

C -2.245907 -0.967785 -1.262260
30136 -0.962197

mIImIEoDoDIoDoDIDIDoDoDoDoD Do onoDoD DD ooz ooamzonommo"as 000 no

0.933329 1.1

1.773190 1.639255 0.180707
2.540358 0.580459 0.850362
3.030161 2.593831 -0.753420
1.097009 2.601572 1.041370
3.902284 3.106375 0.103552
3.671741 1.799596 -1.598506
2.453082 3.575044 -1.426067
-2.409723 -2.289601 -0.889161
-3.699700 -2.820150 -0.895112
-4.783381 -2.035292 -1.277653
-4.583468 -0.715578 -1.668591
-3.300106 -0.170160 -1.673581
-1.556262 -2.895058 -0.588678
-3.851648 -3.856826 -0.596874
-5.786765 -2.457642 -1.281071
-5.425331 -0.100521 -1.982824
-3.140667 0.860054 -1.991266
1.616089 -2.037600 0.713034
0.552010 -1.923164 0.073272
2.889399 -2.532577 0.064293
1.552559 -1.816463 2.041729
0.265513 -1.320634 2.537069
-0.441425 -0.635763 1.434097
-1.120208 0.198256 0.782533
-2.131620 1.215751 1.033913
-2.039869 2.493766 0.476804
-3.058089 3.412541 0.697112
-4.175643 3.060911 1.449342
-4.274097 1.782575 1.991383
-3.255150 0.861057 1.788712
2.395586 -1.526949 2.524708

-0.576072 -2.491419 3.042867

0.496593 -0
-1.157566 2
-2.977454 4.
-4.973812 3
-5.149330 1.

3.042071 -1.
4.121293 -2.
2.696527 -4.
3.588232 -4.
2.558146 -4.
1.828742 -4.
3.923009 -2.
2.164804 -2.
3.181312 -0.
5.012406 -2.
4.250862 -1.
4.084865 -2.
-0.462022 0.
0.973129 -0.

.265860 3.620527
.764710 -0.099385

411233 0.272236

.783535 1.609763

499633 2.573591
-3.334034 -0.154337 2.179176
876210 -1.307549

259670
047842
474727
546042
266673
299053
053571
792666
622231
183967
791708
159546
730812

0

0

0
1
1.
3
4

.922028
0.102810
0.580749
.867432
0.737340
1.809122
1.941453
1.214774
.393762
.098393
884433
.943396
.494271

1.125981 0.546342 3.235435
-1.551260 -2.135543 3.399940
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H
H

-0.743495 -3.217028 2.237871
-0.057799 -2.992129 3.870270

TSa:”

Energy:

60

-4044.81704073
Cu -0.252193 -0.505463 -0.665365

Cl 0.078926 -0.708928 -2.799398
-2.065522 -1.171934 -0.859960
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I,

Energy:

1.

N WwwoNN

-4.

487082

. 724731
.588374
.756962
.515285
.110880
.846084
.075637

.287832
.371637
.217614
.983931
.900694
.620190
.552190
.067136
.638524
.706548

.798373
.822292
.219702
.613019
.260585

.616956
.726731
.863315
.611967
.680593
.982832
.229104
174523

2.331928 -

-0

.398808

0.421308 -0.442176
1.817314 0.076980
1.814399 1.260996
2.505411 -1.273083
2.633733 0.123018
3.743373 -0.963012
1.762917 -1.416512
2.512966 -2.402698
-2.454690 -0.379792
-3.174321 -0.882309
-2.599414 -1.824204
-1.301706 -2.277577
-0.576907 -1.798637
-2.892620 0.359001
-4.186486 -0.524528
-3.162554 -2.206259
-0.852791 -3.022339
0.433562 -2.153153
-1.816880 0.925318
-2.300744 0.332963
-2.179341 0.525638
-1.011754 2.005438
-0.637012 2.396782
-0.271913 1.240066
0.116393 0.792892
1.004093 0.851355
2.379542 0.938330
3.257992 1.074690
2.771766 1.129691
1.401325 1.042818
0.514210 0.894090
0.312172 2.180250
-1.807793 3.133910

0.321659 0.586966 3.314224

-1.582943 2.734328 0.880978
-3.492001 4.327850 1.136067
-5.816063 3.464077 1.238079
-6.249545 1.026008 1.087929
-4.350995 -0.557885 0.815773
4.274501 -1.254739 1.126889
3.430879 -3.607940 1.048231
3.324391 -2.168338 -0.999273
4.437951 -3.952247 0.776367
3.340458 -3.651594 2.143266
2.699204 -4.297502 0.609070
4.313764 -2.542607 -1.296061
2.557249 -2.804092 -1.455345
3.199120 -1.154602 -1.398904
5.266227 -1.570765 0.777367
4.132800 -0.209310 0.818789
4.292973 -1.302239 2.225478
-0.691678 0.865196 3.629202

0.906502 0.336410 4.209636
0.787622 1.444760 2.815683
-1.426885 -1.551831 3.419313
-0.413793 -2.706502 2.509708
H 0.180099 -2.020425 4.041281

60

Cu -0.689562
Cl -2.243595
1.971020 0.
-0.239716 1.610248 -0.079126
-0.698052 1.537416 -1.533048
-1.640486 0.429990 -1.724698
-1.701014 3.070440 -1.646041
0.394837 1.684265 -2.482148
-2.189693 3.160982 -2.875200
-2.691885 3.021015 -0.780345

Q

o]
S
o
C
o
F
F

-4044.8

6166906

0.048583 0.877805
1.048311 2.103905
527872 1.489923
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F -0.939289 4.121568 -1.399408
C 1.192991 0.327565 2.638176

C 1.150060 1.297173 3.638525

C 1.895576 2.459426 3.507650

C 2.700122 2.647450 2.382247

C 2.742184 1.689166 1.381888

H 0.679354 -0.624524 2.787752

H 0.521358 1.137943 4.512044

H 1.858004 3.221839 4.283314

H 3.288773 3.557723 2.281945

H 3.345843 1.848319 0.489071

C -1.850253 -2.205677 0.258049
0 -1.389373 -1.639740 1.293971
C -3.300817 -2.644558 0.252782
N -1.102535 -2.361340 -0.821439
C 0.342385 -2.059808 -0.911284
C 0.718977 -0.905079 -0.003924
C 1.915355 -0.453162 0.382060

C 3.210167 -0.806430 -0.262250
C 3.519947 -0.287070 -1.522994
C 4.758774 -0.554204 -2.099618
C 5.689914 -1.338134 -1.425366
C 5.390198 -1.843649 -0.162289
C 4.159877 -1.568965 0.422872

H -1.534950 -2.733820 -1.658758
C 1.076174 -3.317332 -0.418602
C 0.640842 -1.814512 -2.388991
H 2.787852 0.344350 -2.030856

H 4.997624 -0.141645 -3.078348
H 6.656262 -1.548794 -1.880388
H 6.121570 -2.447734 0.372080

H 3.921239 -1.947111 1.417757

C -3.578369 -3.747233 -0.765490
C -3.679980 -3.116657 1.656120
C -4.105195 -1.382091 -0.103051
H -5.174132 -1.635343 -0.112395
H -3.937155 -0.584352 0.633104
H -3.826115 -0.992876 -1.091456
H -4.747565 -3.371379 1.671253
H -3.112578 -4.010069 1.951072
H -3.498788 -2.329287 2.395640
H -4.620042 -4.075511 -0.660009
H -3.470464 -3.402866 -1.804768
H -2.936095 -4.625764 -0.612355
H 2.160262 -3.190483 -0.516061
H 0.839274 -3.514554 0.634130

H 0.772279 -4.183906 -1.021569
H 1.719553 -1.715759 -2.542666
H 0.302436 -2.679872 -2.979348
H 0.143307 -0.911373 -2.755836
TS,

60

Energy: -4044.84033862

Cu -0.243077 -0.410497
Cl -0.701835 -1.035745

C 2.321745 -1.

0 -0.
s -1.
o -1.
Cc -2.
o -1.
F -3.
F -2.
F -2
c 2
c 2
c 3
c 3
c 2
H1
H 2
H 3
H 3
H 2
C

o

C

N

250719
480411
824831
838105
580710
996332
856659
657165

.251513
.710539
.244445
.327738
.879074
.819264
.648904
.595125
. 737594 .
.920085 0.680411 2.
-1.416801 -1.902301
-0.551291 -2.235759
-2.817205 -2.473738
-1.068903 -1.054377

0

2
2
0
2.
3
2
1

047361
.140027
.094602
.666925
547828
.010180
.473455
. 722187
. 787548
.442897
.188383
.550604
.160619
.408448
.934664
.274388
.138670
660021

0
0
0

1

0.

2
1
0
1
3
3.
2
0
1
3
3

0.628793

2.660250
.936721
.952612
.148005
0.202473
.291941
0.982877
648769
.319644
.719690
.893436
.970952
.086153
123638
.049293
.023814
.938945
.932245
.998412
074300
-1.350995
-0.505341
-1.280658
-2.324074

C 0.286064 -0.492237 -2.324299
C 0.766390 -0.402830 -0.906313
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1.914972 -0.229761 -0.239377
2.860330 0.816270 -0.722197
2.461788 2.146405 -0.877506
3.378922 3.086722 -1.338886
4.680005 2.706029 -1.648490
5.078497 1.380222 -1.484455
4.176008 0.436794 -1.013295
-1.790771 -0.560816 -2.835692
1.217510 -1.431881 -3.095446
0.226852 0.880139 -2.999341
1.449706 2.442685 -0.601220
3.070836 4.124756 -1.447295
5.392362 3.445814 -2.009537
6.099371 1.082476 -1.716998
4.480236 -0.599417 -0.864751
-3.765484 -1.807472 -2.271866
-2.692531 -3.969942 -1.592818
-3.334831 -2.277022 0.148260
-4.320819 -2.752625 0.237134
-2.659290 -2.722100 0.888107
-3.437249 -1.211481 0.391895
-3.682921 -4.438291 -1.520723
-2.309499 -4.139726 -2.609263
-2.023827 -4.464693 -0.878571
-4.763625 -2.250888 -2.166491
-3.866782 -0.731157 -2.070243
-3.455703 -1.959281 -3.316373

2.241626 -1.036840 -3.086509
1.222291 -2.431323 -2.644667
0.880611 -1.516068 -4.136459
1.228938 1.315723 -3.067631
-0.150236 0.743220 -4.022945
-0.429715 1.577276 -2.463303

Reaction 35

reactant

Energy:

29

-520.845971852

C -0.000141 0.004386 -0.000723
0 0.001657 0.000285 1.222503
-1.295746 -0.199796 -0.793895
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Energy:

1.

OB NN W

[y

L e e e e A |
FRPNMRPNWOONNR

ooy J oy 0oy

64

150260

.168862
.404124
.508020
.310294
.579568
.415581 0.704281 -1.708320
.526718 0.845597 -2.642445

.118118
.864047
.256710
.090186
.732826
.450912
.239958
.380184
.882957
.845338
.202121
.980162

.249414
.155207
.236343
.078684
.655269
.563982

0
0.
0
0

1.

.190697 -0
198340 -1
.389231 0.
.557822 -0
263661 0.

.701431
.710545
009997
.922639
672485

-0.467936 0.678296

-0.167780
-1.556476
0.911440 -
-0.321595
0.800842 -
-0.966810
0.761907 -
0.913836 0
1.899502 -
-1.717347
-2.378164
-1.602449

-2.308496
-0.373900
0.367690
-2.796456
2.659642
-2.663926
0.835639
.721211
0.671996
-0.842186
-0.682475
0.714840

-0.475037 -2.900400
1.260725 -3.591636
1.590415 -2.251635
-0.334230 -3.603830
-0.885613 -1.968449
-1.219734 -3.321968

-4121.47142170

Cu 0.712734 0.098132 -0.554431
Cl 1.346309 -0.461769 -2.574007
C 1.954244 1.536843 -0.762575

¢}

S
o
C
o

-0.
-1.
-2.
-2.
-0.

576228
397784
123379
709065
738087

-1.442359
-1.856287
-0.741297
-2.821595
-2.801853

-0.406417
0.789202
1.407091
-0.054204
1.677179
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3.
4
3
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3.

-2

-2
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3
2
3.
2
1
1

H
-

50
Energ

-2.
-3.
-4.
-5.
-2.
-1.
-1.
-4.
-4.
-6.
-5.
-5.
-2.
-0.
-2.
-3.
-4.
-3.
-3.
-2.
-2.
-3.
-2.

o -1.
s -1
0 -2
Cc -3
0 -0
F -3
F -4
F -2
c 2
C 4
C 4
c 3
c 2
H 2
H 4
HS
H 4
H1

596581

.132857

307546

.091180
.793233
.730938
.314021
.791025
.248968
.201319

719243

513591
.807510
829093
266742
491009
513244
073713
099534
994463
770916
347978
480601
181602
642909
741953
989930
170832
367890
553590
394260
875205
175035
645794
845379
639552
.132225

.232411
.143639

513967

.945247
.366280
.699395

2

2
1

.755550
3.858495
3.723963
.479971
.362792

-3.580390 -3.264543 0.835776
-3.358091 -2.041310 -0.927452
-2.188784 -3.843528 -0.708980
1.377799
.230215

-0.466309
-0.347421
-0.547372
-0.868935
-0.983895

-1.089682 3.007453 2.112922
-0.228793 3.878213 2.034685
-2.573940 3.373819 2.073883
-0.770496 1.690454 2.274956
.605761

1.303519 2.420321

0.235990 1.529968

-0.700030 1.142129
-1.766398 0.805117
2.883544
4.814247
4.590244
2.366896
0.399666

1.
-0.245742 -2.11274¢6

2
4
4
1
0.
0
0
1
0

.183719
.361368
.074391
.170297
734066
.657805
.910943
.251974
.244900
459373

-0.287931
-0.066720
-0.455458
-1.046049
-1.275874

-1.464650 0.951914 2.178636
1.205574 2.211139 2.252428
0.812859 0.958773 3.446673
-3.

2.228389

3.220449

0.738072

-1.032082
-1.642833
-0.540176
-1.548280
-0.889022
-2.883162
-2.420205

0.330022 -0.937541
-0.058058 0.222639
1.636913 -0.063352
0.639215 -3.580170
0.369192 -3.291878

-0.831261 -2.755982
1.

5.

2
3
1
3
3
2

2
1
4
4.
3
4
3

667195
.540208
.453392
.410093
948053
.391876
.722477
.884196
220562
.017202
.025187
.338627
.758797
.455258
.803250

.187919
.207580
.417490
.684608
.630041

-0.803488

y: —3813.94966323

Cu 0.027077 0.053566 -0.047513
Cl -0.130049 0.405479 2.045516
C 1.872152 0.122293 0.368548

952903
.954059
.574614
.025607
.601420
.107011
.233571
.510497

.616354
.005248
.593374
.801700
.410048
.153796
.623658
.677913
.257864
.777225

0
1
1
2
2
3.
2
2
1
0

.218099
.495959
.388424
.594878
.088519
776487
.064408
. 738900
.039339
.900313

-0.453101
-1.266252
-2.572819
-0.263343
-1.181334
-0.852624
-0.167792
0.944472

0.439334

0.423895

0.360446 0.367156
1.503553 0.339835
1.396340 0.363620
-2.027359 0.466807
-1.796049 0.450403
0.452230 0.361192
2.491969 0.320983
2.282426 0.378897

5184



-1
-1

DD oDoDDoQEDIDoDoDoDDIDIDTDTooOOOaD Dm0z 000

>

TS

50
Energ

-1.
-2.
-3.
-3.
-2.
-4.
-3.
-2.

N OO N WS BN

-0.

059210 -2.
514188 -3.
878283 -2.
015810 -2.
007718 -5.

132454
318423
170737
823783
080306

y: —-3813.93058960
Cu 0.621732 -0.872893 -0.720838
Cl 1.522475 -2.690483 -0.035600
C 2.352318 -0.265212 -1.138141

.234809 -1.
.106990 -1.
.599328 -3.
.077496 -0.

567123
242157
005929
555340

0.
-1
-1
2.
2.

3
1
1
3.
2
2

37
91
-3
-3
-3
-3

-0.369969 -3.290761 0.762348
0.687009 -3.695385 0.291223
-0.764782 -3.569124 2.209992
-1.258920 -2.615361 -0.027308
-0.948052 -2.397529 -1.421560
0.004082 -1.299159 -1.665631
0.743340 -0.431570 -2.116467
1.608147 0.525887 -2.797986
-2.
-0.
-1.
-2.
-1.
0.422980 -3.188637 3.094949
0.209130 -3.455456 4.138995
1.327413 -3.720140 2.776504
0.620302 -2.108115 3.052608
.330910
.662083
.973291

361721
.831843
.955636
665682
294787

722227

.585124
.105622

.241441 -5.361375
.853873 -5.384669
.118550 -5.635810
.209075 -3.052225
.899801 -1.733149
.909896 -3.135294
.138597 0.718073 -4.240057
.562214 1.485524 -2.267056
.650098 0.175548 -2.744807
.782453 1.443716 -4.748879
.169534 -0.222626 -4.801819
.109359 1.096440 -4.254273

165710 -1.319419 -0.014881
589928 -0.882212 -0.228718
274027 -1.658690 -1.266186
328107 -1.426033 1.
789899 0.566310 -0.
617411 -1.120573 1.
188107 -2.731299 1.
730820 -0.800037 2.
.809825 -0.344912 -2.
.085295 0.139397 -2.730705
.876473 0.687917 -1.726679
.398064 0.746071 -0.422425
.128217 0.257779 -0.115361
.186771 -0.768083 -3.227534
.456719 0.085317 -3.753232
.871638 1.062583 -1.959453
.017648 1.156552 0.
.776612 0.266272 0.

358437
267320
363322
508534
363116
442586

3593
5531
.457750
.033589
.746705
.746752

.542271 0.770002 -3.476495

550222 0.703847 -2.396256

0.014177 0.882989 -1.282103
0.144811 2.006962 -0.303933

-3.
-1.
-2.

-1

-3.
-0.
-0.
-1.

-3.
-3.
-3.
-1.
-0.

-1

-0.
-0.

OEmmDmIDIoDoDoDoDDITDIooo@DnDn Doz ooammn Dm0 mOoOOO0no
I
N

.195880 -3.
082334 -3.
763754 -3.
974983 -4.
013214 -2.
273893 -4.
706598 -2.
389729 -2.
386655 -4.
131717 -3.
.778537 -3.

077506 -0.716157 -3.714436
108110 1.189640 -4.395571
352289 1.427892 -3.131908

874672 -2.554314
183567 -4.057614
391292 -4.977824
436410 -5.239663
766358 -5.847317
0.309529 -3.297647 -4.773068

242338
900099
614546
927330
763717
614771

-1

.274023
.200719
.947550
.802971
.311811
.662427

563812 2.803715 -0.568036
052991 1.596524 1.148554

H 1.160017 2.411667 -0.441483
H 0.132831 2.454402 1.805294
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H -1.074025 1.241844 1.318976
H 0.637837 0.794191 1.443466

TSa:”

50
Energy: -3813.94034868
Cu 0.279876 -0.850868 -0.997442
Cl 1.016116 -2.324656 0.408539
C 2.004091 0.050306 -1.099861
-1.568195 -1.556782 -0.857657
-2.811479 -0.825021 -0.409040
-3.732575 -0.585322 -1.526541
-3.598301 -2.143541 0.593613
-2.547984 0.280501 0.501374
-4.762189 -1.710387 1.051651
-3.800899 -3.216536 -0.163330
-2.816873 -2.464970 1.606405
2.607737 0.018143 -2.351738
3.988385 0.177427 -2.438567
4.741957 0.400867 -1.292528
4.117805 0.449516 -0.048195
2.744792 0.264987 0.059247
2.014587 -0.145940 -3.247920
4.467526 0.138703 -3.415102
5.818874 0.539354 -1.366603
4.703696 0.605797 0.855673
2.271834 0.257706 1.037561
-0.936158 -1.950666 -3.402802
0.257428 -1.776706 -3.119246
-1.508351 -3.338963 -3.628051
-1.746152 -0.875762 -3.592889
-1.199385 0.433797 -3.342637
-0.426088 0.628917 -2.092884
0.314240 1.226976 -1.268526
0.556423 2.399659 -0.396480
-2.729207 -0.985971 -3.347995
-0.524042 0.709397 -4.166950
-2.031694 1.150714 -3.339995
-3.032211 -3.357099 -3.708541
-0.918457 -3.807979 -4.965822
-1.031937 -4.259066 -2.503256
-3.368698 -4.390799 -3.862371
-3.501448 -2.995806 -2.782871
-3.410320 -2.765283 -4.554316
-1.340169 -5.289786 -2.725879
0.059318 -4.234075 -2.403831
-1.464912 -3.964668 -1.539380
0.053338 3.245681 -0.887465
-0.006992 2.207497 1.008900
1.630421 2.624982 -0.373401
0.211084 3.090485 1.620002
-1.088557 2.045566 0.976012
0.430228 1.331458 1.504726
-1.272648 -4.824379 -5.184817
-1.230450 -3.154025 -5.792857
H 0.177618 -3.823841 -4.926473

IIDoDoDoDIDQIDI@DoDoDoDDIDIooaDnDDIoooozaooammmmmoarmmOoQ0ono

I

50

Energy: -3813.99111441

Cu 0.278676 -1.360679 -1.928694

Cl 0.975719 -3.408240 -2.383432

C 2.042074 0.430490 -0.670811
-0.173390 -1.659012 -0.123878
-1.694755 -1.763736 0.013435
-2.318469 -1.882869 -1.310086
-1.858814 -3.412095 0.804423
-2.247144 -0.795089 0.944584
-3.147145 -3.649126 1.007080
-1.357230 -4.342037 0.020968
.225455 -3.410092 1.964399
.699894 -0.399226 -1.587842
.767804 -1.196334 -1.180036
.197471 -1.157435 0.138435
.564516 -0.312091 1.050275
.495531 0.476844 0.651079
.421523 -0.370734 -2.642901
.249195 -1.854585 -1.900120
.025485 -1.785022 0.462000
.898902 -0.281960 2.085841

mImIEmT OO 000 no
I
—

WU NN WS WN
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H 1.979295 1.102963 1.378208
-1.128899 -0.653219 -4.100477
0.037281 -0.981410 -3.753476
-1.735319 -1.370648 -5.290750
-1.853889 0.239140 -3.431716
-1.466789 0.880149 -2.178743
-0.125156 0.484273 -1.696488
0.833422 1.179374 -1.093063
0.777764 2.658511 -0.800411
-2.818895 0.356168 -3.714090
-1.472795 1.969702 -2.342578
-2.242698 0.646770 -1.434168
-2.932271 -0.639383 -5.891161
-0.656421 -1.572512 -6.354138
-2.173244 -2.735253 -4.729523
-2.603085 -3.334653 -5.543482
-1.320508 -3.278561 -4.300535
-2.929397 -2.621265 -3.940624
-1.073261 -2.162002 -7.180928
-0.305606 -0.614800 -6.762434
0.203250 -2.111620 -5.941927
-3.268774 -1.180707 -6.784188
-3.797094 -0.608258 -5.211390
-2.681952 0.385004 -6.200808
-0.181529 3.080700 -1.128594

DIIoDIToDQ@DNEDIDIDoDoDoDDIDIDITTOOO@D Dm0z 000

0.803043 2.793963 0.292654
1.937437 3.412266 -1.439524
1.881014 4.483787 -1.213688
2.901446 3.039343 -1.071734
1.929683 3.292830 -2.530805
TS.°
50

Energy: -3813.96372725

Cu 0.121158 -1.293776 -1.242842
Cl 0.979237 -3.208837 -1.890362
C 2.100779 0.378211 -1.216592
-0.963481 -1.158114 0.384171
-2.400720 -1.541802 0.111616
-2.611858 -1.799135 -1.321670
-2.514374 -3.184421 0.913551
-3.362452 -0.679451 0.781026
-3.734040 -3.672280 0.738991
-1.631690 -4.004774 0.375380
-2.273352 -3.065007 2.209540
3.062270 0.342597 -2.228761
4.191461 -0.453288 -2.085847
4.375548 -1.207804 -0.929059
3.431653 -1.165458 0.088759
2.291466 -0.380929 -0.054136
2.901138 0.920980 -3.138660
4.929375 -0.492567 -2.885007
5.257560 -1.836987 -0.827051
3.566162 -1.763032 0.987703
1.555888 -0.328114 0.750750
-1.144720 -0.548910 -3.762688
0.010417 -0.522362 -3.231531
-1.435670 -1.479039 -4.910010
-2.051232 0.262070 -3.239393
-1.626296 0.988189 -2.053025
-0.230430 0.543914 -1.766538
0.852123 1.190447 -1.328850
0.821741 2.576406 -0.743648
-3.035470 0.146739 -3.447115
-1.648410 2.070078 -2.253192
-2.311593 0.774024 -1.221545
-2.550565 -0.926063 -5.795540
-0.157550 -1.685257 -5.722598
-1.869549 -2.815544 -4.281663
-2.081401 -3.520926 -5.096520
-1.076955 -3.235591 -3.646770
-2.770934 -2.700659 -3.667208
-0.367047 -2.390449 -6.536821
0.198147 -0.745955 -6.167479
0.640934 -2.103444 -5.099202
-2.689111 -1.599849 -6.650073
-3.518664 -0.880329 -5.276258
-2.312592 0.071561 -6.188922
-0.174890 3.023176 -0.867849
H 0.985831 2.498249 0.343209

C 1.889489 3.477827 -1.354820

mIImIEoDIoDoDDIDIDoD DO DD Do azooom DD oD 000no
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H 1.857607 4.474937 -0.899914
H 2.893533 3.066083 -1.194687
H 1.741970 3.592284 -2.436709

React
react

35
Energ

c -3.
-4.
-4.
-2.

-2
-2

-2

I P WO BsNNDWSBSNDREO |
N

w

mIIDIDIDDoDDIDIDooQazzoD@oDooooaooaoaoaommaoam=zao
L R A E ) A N N B |
oy 010w w o U

-0.

-6.

ion 36

ant

y: =877
979904
696878
538883
644724
.028529
.044310
605430
.323110
.447092

.529187
.875216
.884418
.219098
.593827
.622481
.282690
.586539
.975065
.640432
.876976
.312037

.511935
.681600
.094025
.996679
.685081
.084774
.585669
.824805
.291966
.185611
.309799
414797

.561793565
-0.380091
-1.018335
0.305145
-0.264962
0.241899
-0.927657
-0.749795
-1.992927
-0.515348

-0.457610

-0.142963

-0.525161

-0.254181

0.406207 0

0.789972 0

0.521634 0

-1.043923
-0.561599
0.621152 0
1.301902 1
0.964689 1
1.124153
1.212985
-0.805675
1.589638
0.509573
1.936078
-0.370467
-1.411711
-1.469568
1.652339
2.036358
0.644665

0.198096
-0.560601
1.449280
-0.031269
0.591527
-1.175694
-1.093073
-1.178893
-2.114503
-0.788029
-0.471784
-1.370910
-1.116701
.052106
.962032
.701608
-2.279481
-1.836632
.254525
.884967
.713120
2.226248
0.993080
2.343742
3.095188
2.611211
1.619907
3.225206
1.795475
2.696647
1.865381
0.366893
0.409688

0 1.757046 1.407554 2.759383
0 0.120281 0.873210 1.458305

I

70
Energ

y: —447

8.17554702

Cu 0.336355 -0.337724 -0.423007
Cl 0.893586 -1.238710 -2.336878
C 1.712569 0.969853 -0.749615

-1

== o NoNoNoNoNoNoNoNoN-NoNoNoNo NN NONON N Mo oo NON O Ne)

B RO WU U WN PO

-2.
-3.
-3.
-1.

.213327
261134
211815
211705
765999
.207985
.726183
.434058

.324773
.258132
.525275
.870750
.960645
-1.022038 2.579548 2.369883
0.087721 2.976132 2.707855

-2.149427 3.558543
-1.293687 1.246435
-0.326444 0.277200
.612039
.548674
.822904
.039761
.312751
.409374
.225053
.944099
.343638 2.320554 0.255215

.974800 4.137701 0.337774

.245941 3.847986 -0.664311

-1.586112
-1.822212
-0.703057
-3.173226
-2.379466
-3.531182
-2.746626
-4.209895
2.167960 -
3.205334 -
3.032611 -
1.816985 -
0.757804 -

-0.272264
-0.964573
-1.520957
-2.753049
-3.176223
-2.380743
-1.161340
-0.730846

-0.229757
0.822060
0.926385
0.025084
2.073065
0.818863
-1.132780
-0.206359
0.181392
0.148295
0.692099
1.270553
1.301123

2.035425
2.260532
2.696003
1.688644
1.280608
0.959554
0.321315
-0.020124
0.294029
0.937543
1.254269
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H 4.856140 1.672574 -1.711995
H 3.237848 -0.192199 -1.750157
-2.180704 0.897844 1.903205
0.297279 0.752856 3.465233

-0.849474 -0.585754 3.129404

1.919906 -3.660263 0.008260
4.422530 -4.130440 -0.526729
6.409810 -2.718387 0.032447
6.079362 -0.533335 1.180726
3.778821 0.242501 1.714271
-3.518493 2.896836 1.925747
-2.173763 4.619531 3.135540
-1.786466 4.213891 0.698856
-3.399795 1.354479 -1.106360
-4.669114 0.822048 -1.527109
-5.703889 1.292756 -0.540770
-2.268871 0.814789 -1.537902
-1.241096 1.099001 -0.931944
-2.304499 -0.071508 -2.739532
.885853 1.175983 -2.545377
-4.608388 -0.273698 -1.532381
-6.696578 0.944277 -0.848824
-5.485474 0.888288 0.454317
-5.723197 2.387689 -0.483350
-3.054758 0.251133 -3.468405
-1.312907 -0.095548 -3.196493
-2.536901 -1.096471 -2.423892

-3.802301 2.386112 2.856952
-4.279524 3.664332 1.724255
-3.559238 2.176661 1.098070
-2.540779 4.969170 0.436187
-0.810557 4.713557 0.765228
-1.750603 3.470722 -0.110369
-2.910817 5.395923 2.887262
-2.455755 4.182976 4.103903

IIDoDoDoDD DD IoDoDoDDDIDDTDTTDT Q0000000 mmm =2 mmm
I
i

-1.189571 5.087254 3.247838
0 2.142810 -4.560820 -0.781033
0 0.864699 -3.456430 0.577265

I

56

Energy: -4170.65704994

Cu 0.035697 0.142335 0.029523

Cl 0.011806 0.116766 2.165964

C 1.881960 0.035634 0.420013
-1.940125 0.537122 -0.226165
-1.840390 1.951750 -0.757762
-2.702079 2.271434 -1.873756
-2.453289 2.976500 0.638117
-0.392145 2.266910 -0.860416
-2.406823 4.250176 0.282951
-3.701810 2.638323 0.913163
-1.703315 2.796890 1.711537
2.561341 -1.168178 0.437182
3.956030 -1.106416 0.429238
4.613791 0.122792 0.443546
3.885974 1.307934 0.467110
2.490053 1.276628 0.475672
2.036794 -2.125046 0.432797
4.524530 -2.035078 0.420579
5.701909 0.153784 0.457564
4.395401 2.269776 0.498743
1.906390 2.194261 0.530378
-0.623461 -3.239057 0.628732
0.424394 -3.623325 0.120307
-1.048051 -3.673327 2.029001
-1.490095 -2.464695 -0.090470
-1.171299 -2.127902 -1.456013
-0.141214 -1.085115 -1.638235

0.566140 -0.290312 -2.250848
1.428916 0.620980 -2.918960
0.961021 1.643094 -3.764624
1.822900 2.558809 -4.339201
3.189191 2.462598 -4.093470
3.679826 1.449450 -3.278283
2.808669 0.537379 -2.696213

-2.260101 -1.980369 0.353276
-0.819879 -3.031811 -1.970275
-2.081052 -1.767880 -1.952649
-0.463647 1.737880 -4.124378
H 1.407930 3.332368 -4.978692

ZnoDomOOOOoaooooooazaoonomEmmD T O000no
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TS,

56
Energ

Cl -0.205408 1.268354 -2.697335

-3.

713653
293410
595895
.437142
.022915
149953

5.549823
5.282981
5.741643
3.220424
1.807126
3.053209

y: —4170.64708126
Cu 0.333657 0.622195 -0.728476

2
1
1
3
2
2

3.868428 3.179031 -4.550230
4.747526 1.365219 -3.085386
3.184511 -0.251144 -2.046787
-2.229693 -2.885859 2.588027
-1.434673 -5.152170 1.900930
0.160035 -3.538370 2.954972
-0.849707 2.795567 -4.583767
-1.144753 0.737748 -3.973245
-0.086265 -3.938308 3.948147
1.015874 -4.095190 2.556233
0.454863 -2.486539 3.072567
-1.
-2.
-0.

.886509
.226902
.510922
.613151
.630774
.009182

C 1.807987 1.785172 -0.932005

N s 0w

TS.,"

56

-2.
1.226497 -1
1.773169 -3

.813655
.332421
.828552

844217

.055903
.478134
.663374
.570501
.853482
.851623
.361238
.249816
.753100
.959902
.230306
796649

-0.376412

-1.078735

-0.626073
-1.645940
-1.965166

.316744
.225167

.845600

449699
517113
066815
561620
506089
028378
137899
120943
010144
923070
292184
973750
615640
371797
939031

.264027
.531064
.856541
.900680

625955

.316315
.327425
.708998
-0.815420 -0.337904 3.398889
.772141

-2.248000 -0.639968
-3.493026 0.269428
-2.842528 2.142226
-0.773777 3.446339
0.583751 2.886491

1.

2
1
3
3
3
4.
1
0
1
2
3

.244042
.554238
.974414
.409061
283766
.649107
.264126
.102177
.895843
.181482
546112
.387709
.427081

0.

1
0
2
1.
0
0
1

-1

-0.

.475226 -0.865548

786078

.314204
.859810
.386536

196009

.275183
.347442
.840876
1.
-1.
-1.

325805
015969
387618
.330315
910211

0 -1.396440 -0.381610

S -1.680623 -1.690089 0
0 -2.830020 -1.586467 1
C -2.263841 -2.723494

0 -0.494913 -2.361508 0
F -2.611432 -3.918230

F -3.313588 -2.148349
F -1.294187 -2.852961

C 1.715653 3.079241 -0.
C 2.851348 3.886293 -0.
C 4.033198 3.399756 -1.
C 4.085761 2.101098 -1.
C 2.960782 1.278512 -1.
H 0.785584 3.454563 -0.
H 2.801368 4.906211 -0.
H 4.912441 4.039353 -1.
H 5.002127 1.719883 -2.
H 2.987853 0.273356 -1.
C -2.056989 1.749696 1.
0 -0.926039 2.165551 0.
C -3.322571 2.227031 O.
N -2.123328 0.932886 2.
C -0.810635 0.660002 2.
C 0.203395 0.668407 1.873836
C 1.044440 0.194080 1.056729
C 2.204323 -0.656009 1
C 2.535102 -1.806902 0
C 3.630896 -2.597622 0
C 4.465858 -2.231900 1
C 4.182402 -1.079467 2.
C 3.066354 -0.315858 2
H -2.783655 0.153197 2
H -0.579847 1.409572 3
H

N

H

H

H

H

C

C

c

H

H

H

H

H

H

H

H

H

¢}

¢}
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4
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5
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4
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H
N

56
Energ

0.
-1.
-2.
-3.
-4.
-5.
-5.
-4.

0 -0.
s -1.
0 -2.
c -1.
0 -2.
F -3.
F -1.
F -1
c 2
c 3
C 4
c 3
c 2
H 2
H 4
H 4
H 3

y: —4170.64343225

Cu -0.000850 0.894355 0.415263
Cl 0.500260 1.628905 2.396960
C -1.685173 1.836375 0.455545

576727

.437808
.021142
.588138
.115270
.659062
.795764

156333

.800734
.718716
.510688
.391452
.475209
.175720
.813278
.229004
.001363
.367407

.133921
.234158
.596593
.819792
.426341
486728 0.198001 -1.355039
616640 0.106438 -0.812713

890446
002085
209528
359613
291240

895430
228137
308393
190390
024483

767130

.059983
.493013
.039750
.885367
.367384
-1.851372 -3.959530 -0.713888
-1.156405 -2.396357 -2.042914

1
2
1.
0
0

0.

2
2
1
3.
2
3

0.260757 0.406387
1.769121 0.321636
2.283018 -0.916575
2.262737 1.662525

2.228700 0.731825

3.583054 1.712957

1.769843 1.414214
2.

1.798652 819318
2.921145 -0.402944
3.923655 -0.090859
3.816815 1.047363
2.707927 1.885155
1.705594 1.594066
2.992647 -1.290893
4.785461 -0.748897
4.599718 1.283684
2.628826 2.783193
0.844046 2.249796
.477895 -1.467853
.227673 -1.063501
733944 -1.150209
.431577 -2.277941
.176392 -2.524036

-0.568879 -0.667330
-1.971486 -0.745308
-2.618555 -0.530880
-1.877480 -0.295590
-0.489159 -0.285013

071659 0.151482 -0.451562
2.409469 -0.395651 -2.223513
0.034759 0.930540 -3.223124

0.327028 -0.812141 -2.989951
-1.
-4.
-6.
-6.
-4.

-2.840425 -1.178577
-3.703923 -0.576065
-2.386433 -0.141709
0.104307 -0.135245
1.236170 -0.422769

.497927 0.552757 -1.498542
.990155 2.950925 -1.999313
.732810 2.073222 0.334472

.532314 0.798183 -1.224461
.220165
.494136

0.354156 -0.942664
328475 -2.574786
.381608 0.539769
.889873 0.620305
.206473 0.963158
209512 -1.804391
.741546 -3.073621
.818940 -1.750010

y: —4170.69814398

Cu 0.182240 -1.459101 -1.872185
Cl 1.056348 -3.410478 -2.414466
C 1.855099 0.430359 -0.435811

293350
798042
339360
793609
498407
054525
196467
.175197

.581250
.682322
.079649
.380605
.276036
.328825
.218736
.937546
.692899

0

0

-1.863847 -0.102894
-2.179138 -0.058256
-2.145241 -1.424338
-3.947143 0.445085
-1.468070 0.990481
-4.336173 0.573754
-4.688127 -0.462265
-4.071324 1.605963
0.420355 -1.277120
1.119581 -0.789920
0.953313 0.529914
0.079534 1.362951
.610389 0.884831
0.489389 -2.337079
1.797846 -1.450255
1.501565 0.914275
.053394 2.397152
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1.713425 1.270407 1.545867
-1.149661 -0.669646 -4.062907
0.013691 -0.976674 -3.679962
-1.658952 -1.323522 -5.332022
-1.938493 0.148566 -3.375131
-1.626756 0.729838 -2.073576
-0.294773 0.349633 -1.562740
0.614268 1.077292 -0.920771
0.533030 2.557936 -0.746947
-0.231631 3.252197 0.197460
-0.153303 4.633959 0.345901
0.677849 5.366544 -0.485590
1.458143 4.705133 -1.430923
1.396887 3.322970 -1.540234
-2.893198 0.252003 -3.695471
-1.669297 1.827484 -2.164290
-2.408907 0.426404 -1.362063
-1.140310 2.554549 1.119609
-0.751658 5.109674 1.118079
0.726109 6.448674 -0.387482
2.127354 5.267838 -2.078786
2.033408 2.799539 -2.253437
-2.923101 -0.670935 -5.881956
-0.550518 -1.288218 -6.384631
-1.948105 -2.779072 -4.926657
-2.311626 -3.329586 -5.804840
-1.042921 -3.271404 -4.547498
-2.713299 -2.830834 -4.139824
-0.883076 -1.837271 -7.275019
-0.313877 -0.259362 -6.689175
0.362891 -1.760197 -6.007373
-3.193577 -1.158841 -6.826661
-3.788416 -0.797099 -5.214064
-2.782764 0.398601 -6.093843
-1.266733 3.033988 2.233944
-1.717698 1.561727 0.711325

TS,

En

56
ergy: -4170.67189718

Cu -1.042910 0.937150 0.766021

C

mImEomzZomomIToooooaoaoaoaozoooaEpmmnmm Q"0 00 noAa

1 -2.953389 2.043144 0.686925
0.475228 -2.064769 1.322422
0.578339 1.750028 1.300190
1.632337 2.267498 0.332611
1.721622 1.454299 -0.886241
0.857149 3.824912 -0.256891
2.847835 2.667828 1.005241
1.699872 4.461273 -1.054792

-0.250609 3.543880 -0.949654
0.538106 4.604124 0.758783

-0.072240 -1.432708 2.445746
-0.135618 -2.085477 3.666011
0.352580 -3.383290 3.791824

0.911150 -4.018171 2.686937

0.977668 -3.363980 1.464171

-0.416714 -0.401871 2.376528
-0.553221 -1.569512 4.528071
0.309680 -3.892682 4.752646

1.303700 -5.029437 2.777591

1.416630 -3.869334 0.604503

-2.759300 -0.691066 -0.844494
-2.111712 -0.844776 0.228184
-4.212523 -1.091891 -0.938300
-2.083722 -0.275380 -1.914750
-0.694617 0.122189 -1.703483
-0.309087 -0.428373 -0.369044
.528808 -1.403336 0.014131

.520306 -1.853326 -1.003355
.881518 -1.527220 -1.016504
.730999 -1.975344 -2.019285
.237850 -2.782600 -3.034562
.890515 -3.127421 -3.045560
.046666 -2.658496 -2.045239
-2.578702 0.031778 -2.742700
-0.046294 -0.307422 -2.478405
-0.594245 1.215004 -1.760676
3.485488 -0.695054 0.040792

4.773257 -1.672101 -1.984069
3.905854 -3.138341 -3.815683
1.492473 -3.763081 -3.834236

H R WWwN P o
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-0.
-4.
-4.
-4.
-5.
-3.
-3.
-5.
-4.
-4.
-6.
-4.
-4.

012001 -2.923534 -2.050381
976817 -0.111622 -1.829321
237791 -2.504201 -1.540359
823977 -1.106988 0.460290
277442 -2.852541 -1.594664
817870 -2.525757 -2.555425
675789 -3.210745 -0.914832
878747 -1.401035 0.384832
311082 -1.823121 1.112740
760762 -0.114878 0.924805
043759 -0.366567 -1.806016
863043 0.919320 -1.468440
667574 -0.162812 -2.884094

0 2.841119 -0.531568 1.061523

0 4.597894 -0.251248 -0.169942

React
react

35
Energ

C -4.

-4
-4
-2

-2

TN 0NN D B DNDN

oO0OmmpzmmmITITOOQOO@DZoDTDnOOOOQOQOOOORTTZ QO =200

70
Energ

Cu 0.690807 0.133204 -0.495724
Cl 1.383962 -0.356520 -2.504154

-2.
-1.
-0.
-2.

-6.
4.306573 3.422092 0.296097
6.113689 2.272912 0.611821

ion 37

ant

y: —-877.564242625

055860 -0.060832 0.188502
.629053 -0.197093 -0.882541
.823694 -0.085949 1.513765

.704856 0.108577 0.240121

.073912
.740322
.103607
.830920
.159498
.801456
.168564
.605402
.897199
.919516
.319915

.952357
.874126
.520015
.579724
.196478
.447940
.162598
.137761
.789108
.519199
.403707
497569

216938 0.257180 1.111289
942695 0.143231 -0.997028
514019 0.099685 -0.730381
253155 -0.707099 -1.621892
.198349 1.044829 -1.576550
0.673697

0.071621 -0.497030
0.026081 -0.228612

-1.205640 -0.131811

-1.258592 0.129715
-0.087099 0.300870
1.124642 0.203005
1.208551 -0.057478

-2.121734 -0.266924

-2.221009 0.200795
-0.092326 0.506517
2.371574 0.384232
2.179643 -0.126496
0.114742 2.749640
1.023634 1.441150

-1.446056 1.593942

0.082031 3.650556

-0.677084 2.856931

1.092326 2.747380

-1.489119 2.484456
-1.613831 0.704436
-2.264256 1.663201

0.991664 2.330308
2.016277 1.399431
0.903584 0.547994

y: —4478.18680655

C 1.895138 1.597075 -0.668170

Zaooaoaoaoaoaaameaas 0o no

-0.

555217
.406499
.178240
.647922
.731891
.555357
.266506
.063530

.277220
.099825
.480618
.062521
.265854

.968678
.061414
.419188
.729168

1.445778 -0.364445
1.815404 0.825890
0.689103 1.358821
2.884327 0.002774
2.683176 1.782794
3.271718 0.882434
2.197609 -0.965754
3.938342 -0.531112

.811687 -0.
.925423 -0.
.807218 -0.
.570059 -0.
.443381 -0.
.065649 2.
.886140 2.
.516092 1.
.722816 2.

445760
246498
310848
579105
769810
181581
262119
996467
244374
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-1.

.456541
.001595
.938312
.388582

.442852
.693855
.508316
.316720
.527366
.490552
.121420
.156253
.018358
.901400
.324874
.437142
.062925
.696573
.786994
.022442
.140015
.390824
.453222
.327362
.514332
.778024
.315794
.697555
.653447
956570

-0.
-1.
-3.

-3
-5
-4
-2
-0

2

-0.420716 -2.116913
-0.124376 -0.827165

4
4
1
0
0.
0
1
0
1

773222
841683
096161
.071534
.864380
.623797
.614140

.917664
.877641
.682575
.474278
.480777
1.460903 1.032898 2.
.263442 2.130788 2.420858
.704741 0.838913 3.504651
.028161

1
0
0
0.
0
0

0.
-0.
-0.
-0.
-0.
-1.

.605574 1.250264 2.486982
.101268 0.210766 1.567732
. 773525
.616941
.095283
.985193
.358413
.866540
.003993
.198097
.627209
.109297
.144595
.709458

.245547
.832561
.482016

073042

.010059
.374594

778490
388147
012396
159505
657219
016883
087462

.298658 0.540017

.393436
.675556
.444285
.637364
.394173
.593046
.133151
.017064
.510777
273693
.830603
.228329
.169540
.256135

-0
-0

0
1
2.
3
0

-2

.311847
.318870

.339330
.068015

135720

.047294
.597755
0.
-1.
-0.
-1.
-0.
-2.

992485
577213
443810
532176
890899
868656
.293379

-0.448975 0.262223
1.204631 0.096637

0.527707 -3.562384
0.345270 -3.280389

-0.914496 -2.743373
.123287
.030009

1.

5.

0 3.269028 -6
0 1.250911 -5

I;

56
Energ

-1
-1

ooz aooaommmIT OO mO QO no
B0 NN WS WN

-2.
-2.
-2.
-3.
-0.

-0.

2
1
4
4.
3
5
4

913948
.815051
.622202
.544289
945648
.376596
.014102
.176756
400556
.240355
.549397

3
2
1.
0
0
-0
2.
4.
2.
-0
-0

y: —-4170.66518723
Cu -0.022333 0.141749 0.013633
Cl 0.009422 0.284523 2.138835
C 1.842630 0.202741 0.328507

040969
033684
708170
003142
646919
.020696
.239425
.449102

.600156
.984800
.553405
.747618
.360464
.144807
.615811
.635429
.189971
.717112
-0.451089 -3.205277 0.674593
0.601598 -3.521600 0.130981

-0.

777282
.409345
.165001
181902

0
1
1
2
2
3.
2
2
-0
-0

.352337
.725608
.821905
.729548
.242826
986054
.262928

-0
-0
-2
0.
-0
-0
0.

363870

.431709
.487592

.174941
895140
063724
980201
.645788
.270372

.249753
.884561
.163831
305567

.794894
.103228
362863

.660858 1.502423
.949175 0.406002
.797773 0.306550

0.466481 0.169631
1.600109 0.134240
1.481729 0.239095
-1.934614 0.514638
-1.684476 0.346712
0.569438 0.109088
2.591162 0.046419
2.360325 0.249263

-2.
-2.

3.612416 2.108616

531832 -0.031459
206028 -1.415885
1.127928 -1.640936
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.550323
.501270
.142947
.121961
.426911
.766608
.810711

-0.318984 -2.204775
2.
3.
3.
4.
3.

0.524181 -
1.804709 -
2.577532 -
2.132689 -
0.856314 -
0.052386 -

3

846787
286769
886596
064545
633737
028487

-2.187589 -2.079793 0.431763

-0.791127 -3.100925 -1.930323
-2.112744 -1.903037 -1.875096
.135830
.770180
.148926
.782149
.065434

[SURNE N )

or ocooNn o

-1
-1

-0.
-2.
-1.
-2.

TS

56

.457651
.668896
.610556
.284581
.333569
.679857

.258752
.933095
194380
124113
857779
917895

Energy: -417
Cu 0.292824 0.946979
Cl 1.135321 1.403247
C -0.270547 2.737892

mImITmoQOarDmomZoonDITDoooooaoaooozooammmnm oMo Q0 no

0.

coocowNn o

0.

I O N B&NDN

366254

.795956
.249321
.191235
.064855
.495850

760007

.921802
.131692
.299415
.526464
.222621
.390990

.570768
.024981
.635791
.021603
.817753
.193103
.805698

.047798
.678219
.898570
.791040
.312617

.130215
.181109
.667454

2.189941 -
3.928420 -
2.791554 -
0.490478 -

-5.495175
-5.341637
-5.661602
-3.196329
-1.797592
-3.145229

0.64506668

-1.011056
-2.174328
-2.322828
-3.569304
-2.290034

0.307650 -
1.166434 -
0.100700 -

-0.609379 -0.721975
-0.656362 -0.712789

3.
4.
4.
3.
-0.942761 -2.668258
-1.987521 -2.889375 2.693199
-1.056615 -5.119635 2.055927
-3.349913 2.
4.602344 -4.
4.277655 -4.
-3.720107 3.
-3.863488 2.
-2.275392 3.

1.
-1.159669
-4.706699 0.524610
-3.541521 2.322003
-1.122113 -3.479219 1.261557
0.414622 3.693275 0.005200

-0.139791 4.970080 -0.089790
-1.339642 5.268908 0.
-1.992036 4.293956 1.
-1.452684 3.011973 1.
1.350401 3.450920 -0.
0.376036 5.733158 -0.
-1.760485 6.270057 0.
-2.919823 4.527152 1.
-1.947994 2.253344 2.
1.
0.
0.
-0.338401 -2.362910
0.045847 -2.876837
0.591672 -1.794943
0.741954 -0.999450
0.614552 -0.997668

3
1
1
3.
2
2

144422
358787
538575
765515

969801
835467
243550
989530
556525
029460
.068511
.430375
.648429
738560
.687123
.165092

0.761964
2.667741
0.
0
0
0

734505

.960371
.105287
.021470

130358

550127
297798
403138
494555
671183
475752
818050
008551
250556
803726
663845

0.452031 -0.968081
1.662399 -1.238721
1.750146 -1.244925
2.924044 -1.238762 -2.601752
1.339692 0.775833 -3.691069
0.703662 -0.845395 -3.254319

-1.505062 -0.535174
-1.942089 -0.420293

0.349646 -0.948054
2.548370 -1.440545
2.701395 -1.441366

1.323732 -
1.244899 -
1.376452 -
2.255904 -

1

2

.200988 0.087255 0.861631
.964062 -1.174710 -1.173251
.111356

.121893
0.
.217797
0.

720561

751573
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5.952849
4.380433
5.128393
5.212447
3.739248
3.605959

OO mmmm T T

TS,
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-1.269203 -0.706799
-2.063795 -0.904571
-1.150229 -2.261087
0.006928 1.281797
1.005584 1.244387
-0.765359 1.210967

-5.898576 -1.963721 -0.442522
-3.963399 -2.896967 -0.174870

Energy: -4170.65315822
Cu 0.387217 0.873786
Cl 0.864998 1.179327
C -1.005483 2.226393
O 1.613514 -0.661589
S 1.201199 -2.064902
0 1.786706 -2.460543
C 2.105146 -3.017073

-0.217069 -2.326438 0.162327
1.895835 -4.309417
3.403996 -2.764180
1.680409 -2.664862
-0.741653 3.387901
-1.412447 4.556327
-2.341620 4.540420
-2.604044 3.357361
-1.933662 2.188147
-0.016399 3.386060
-1.206964 5.477550
-2.868539 5.453614
-3.322315 3.345100
-2.123555 1.263758
1.121884 -1.294343

2.699907
1.986610
4.164375
2.185287
0.782462
-0.154042
-1.278780
-2.683845
-3.033465
-4.384199
.380268
-5.013096
-3.672198

2
0
0
0

.008272
.974301
.296155
.409694
0.524845
0.681930
0.334820
-1.00541
-1.32219
-0.36987
0.959590
1.315591

0.452884
2.541103
0.519540
0.332708
-0.055043
-1.339099
1.225334

1.039853
1.124829
2.422808
-0.194806
0.164314
1.198786
1.889015
1.555197
-1.005895
-0.377771
1.469048
2.706600
2.097111

-0.802917
-0.921406
-2.243738
-2.546944
-1.402515
-0.861559
-0.776835
4 -0.594551
4 -0.584649
9 -0.747592
-0.926558
-0.932246

2.561447 -0.648394 -2.296044
0.611964 1.304167 -3.164939
0.491561 -0.468797 -3.138203

-2.270786
-4.781597
-6.420283
-5.778828
-3.375013
.783504
.873769
.299897
.942941
.779837
.458753
.365624
.836773
.821003
.832702
.280424
.778698

O0OmmmIomponTmnonTmOOOOADTDDZonoDnoDoDoOoaoocooozooQamoommm OO
B U1 W W U1 O 1
w

-
[N

56

-1.77141
-2.72979
-0.68279
1.720161
2.355340

2 -0.453307
0 -0.400423
7 -0.731333
-1.059246
-1.062676

-0.326637 -1.425050

2
1
2
2.
3
1
1
0

.168010
.064891
.139433
139119
.116688
.072066
.979469
.210561

-1.576579
0.599235
-1.326771
-2.671661
-1.214625
0.865657
0.986881
1.093629

-0.370237 -1.105043
-1.213078 -1.013310
-0.391858 -2.522501
-5.977605 -2.970310 -0.369980
-3.892408 -3.553178 -0.295580

Energy: -4170.70952845

Cu 0.280361 -1.429756 -1.981685
Cl 0.953666 -3.465302 -2.483937
C 2.058584 0.382916 -0.685877

0 -0.071253
S -1.586482
0 -2.302571
C -1.813974
0 -1.995103

-1.76809
-1.72084
-1.92407
-3.25627
-0.60889

6 -0.170323
2 0.063982
0 -1.199479
1 1.045240
2 0.907735
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-3.100488 -3.375444 1.334186
-1.418674 -4.298282 0.344948
-1.116464 -3.173119 2.163549
.697067 -0.423151 -1.637796
.800218 -1.195209 -1.281703
.284206 -1.153593 0.018589
.673059 -0.327815 0.962544
.568902 0.436644 0.615218
.377473 -0.392558 -2.681008
.269734 -1.833677 -2.027013
.141022 -1.761918 0.301407
.052641 -0.294016 1.982182
2.068832 1.053469 1.361191
-1.127905 -0.671053 -4.133206
0.037727 -1.011118 -3.788813
-1.724050 -1.350947 -5.349975
-1.857162 0.194562 -3.438948
-1.472308 0.823437 -2.178152
-0.141281 0.399397 -1.684336
0.802627 1.085260 -1.033322
0.634024 2.494098 -0.611570
-0.557441 2.931625 -0.030195
-0.672302 4.265309 0.337909
0.357837 5.179232 0.169535
1.549487 4.732758 -0.390201
1.687993 3.404222 -0.771860
-2.814476 0.339525 -3.734950
-1.453041 1.915073 -2.333546
-2.264377 0.600017 -1.447901
-1.371729 2.240825 0.182430
-1.936577 4.728141 0.932220
0.214731 6.209932 0.480236
2.374865 5.427497 -0.529372
2.624022 3.055012 -1.206536
-2.920718 -0.604478 -5.931602
-0.638759 -1.514107 -6.413625
-2.159311 -2.734434 -4.834286
-2.589073 -3.307092 -5.667189
-1.305814 -3.291461 -4.425016
-2.917397 -2.648054 -4.043271
-1.049136 -2.078638 -7.260681
-0.290760 -0.542352 -6.789682
0.221530 -2.062458 -6.015166
-3.251430 -1.117844 -6.843012
-3.788471 -0.597896 -5.254998
-2.672345 0.429881 -6.207725
-1.988307 5.887105 1.309198
-2.852143 3.926005 0.998885

B OB NN WS WwN

TS

56

Energy: -4170.67939921
Cu -1.433424 1.109218 0.193594
Cl -3.137215 2.003469 -0.875283

ooz ooommmTTIT OO mO0O0noAN

C
C

0.299381 -1.329169 1.897350
0.070004 1.955655 0.974784
1.277584 2.141171 0.063154
1.040594 1.593416 -1.275049
1.252211 3.960481 -0.160479
2.526553 1.811697 0.729719
2.249784 4.317882 -0.952545
0.103053 4.315691 -0.714123
1.380892 4.562674 1.009301

-0.547101 -0.552150 2.702581
-0.539444 -0.685808 4.080048
0.316982 -1.599045 4.690316
1.165408 -2.375213 3.908012
1.158925 -2.242120 2.526393
-1.201290 0.181939 2.242117
-1.196865 -0.061946 4.682006
0.327968 -1.697860 5.774146
1.842182 -3.087953 4.375332
1.825932 -2.858024 1.926187
-3.037391 -1.100083 -0.749459
-2.476015 -0.782678 0.334374
-4.480180 -1.549654 -0.761639
-2.291600 -1.134499 -1.853736
-0.941706 -0.591142 -1.758738
-0.593510 -0.548189 -0.308458
0.284634 -1.235550 0.434858
1.381834 -1.896264 -0.335739

5197



js=ipa=iiyaciiaciiesjis s ie i« it s RO @ @ I« i« s« s A« s Jl« s i« i « IO O NO O Q]

0 5.829242 -
0 5.188564 -

2
3
3.
2
1
-2

-0
-0

.655041
.642152

415099

.143988
.132922

.741233
.229483
.894556

.873473
.995110
.230284
.942233

133870

.249987
.118011
.464342
.181934
.047723
.680345
.496714
.915578
.005367
.296903
.834041
.214404

Reaction 38

reactant

35

Energy: -877

C
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I

Energy:

-3.
-4.
-4.
-2.
-2.
-1.
-0.
-2.

I N WERE WS B_WNRE O I
NS}
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U w w s oy

70

920224
313597
711146
768533
440239
942090
542621
366909
.030501

.622891
.991867
.340577
.670461
.649279
.337220
.005052
.552410
.965518
.059559
.138669
.730415

.075599
.095734
.844945
.706919
.084199
.986861
.484517
.288966
.866115
.740138
.033185
.565257

.326557 -0.
.991572 -1.
.186598 -1.
. 743411 -1.
.100859 -0.

377538
089752
759570
708455
999883

-1.183652 -2.759527
-1.246254 -2.277481

-3.

-1

-0.

.401473 -2.
.379838 0.1
.405939 -1.
.655396 -2.
.683951 -2.

536880 -0.
.772910 0.

.325168 -2.
.046102 -0.
.587234 -2.
.272401 -2.
.964631 -2.

.418083 -0
.629220 -1
221139 0.
.102647 0.
950957 1.

229150
20377
141244
302718
216542
948805
305762
131024
417959
077296
437210
912304
.384460
.170534
563457
302795
303855

0.306201 0.108971

.56

5146406

1.991924 -1.813588
0.385818 -0.508575

0.129090 0.224928
-0.168041 -0.892408
-0.275620 1.473372

0
1
1
0.
0
2

0.5
0.2
-0.
-1.
-0.
0.8
1.1
-1.
-2.
-0.
1.4
2.0

0.

0.

.841758 0.4
.053922 1.3
.231156 -0.

877298 -0.

.716724 -1.
.311470 -0.

99323 -0.3
65715 -0.1
941568 0.4
267525 0.6
379371 0.2
21384 -0.3
41771 -0.5
618897 0.8
194819 1.1
721123 0.4
81714 -0.6
75522 -1.0
149766 2.7
363185 1.3

14042
45031
711845
518524
586056
908240
39204
34730
92130
96488
67294
58554
56807
13475
78717
82179
76502
42537
93367
44166

-1.799313 1.438410
-0.184442 3.627524
-0.302964 2.942413
1.242817 2.879405
-2.140017 2.264500
-2.124210 0.490919
-2.288286 1.543533
0.036700 2.172284
1.460255 1.375597
0.074402 0.397083
0 6.898198 0.075770 0.093081

O 6.304448 -1.780376 1.036977

-4478.18791968

Cu 0.694553 0.075501 -0.534159
Cl 1.330258 -0.468819 -2.545794
C 1.952123 1.491735 -0.764431

¢}

S
o
C
o

-0.
-1.
-2.
-2.
-0.

596194
419434
127330
740961
750036

-1.
-1.
-0.
-2.
-2.

470776 -0
885168 0.
771611 1.
840754 -0
847623 1.

.379566
814037
451474
.024279
679474
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-2.

632381

.156438
.310892
-1.063205 3.015922 2.
-0.188900 3.870446 1.
-2.541851 3.402839 2.
-0.762613 1.697174 2.
.606287
.088299
.765331
.656379
.188020
.097520
.454861
.945372
.037349
.318145
.831737
.299167
.230254
.710108
1.467376 0.967393 2.
.216986 2.197019 2.252487
.801439 0.954949 3.452347
.118295
. 772552
.418906
.017693
.381054

.497531
.756536
.793258
.289444
.515179
.535273
.097325
.122117
.019606
.797022
.371751
.500660
.197960
.672111
.770466
.016799
.191608
.356608
.532302
.391968
.833544
.124943
.627814
.789944
.589261
071354

2.730185
3.813136
3.641580
2.379794
1.282167

-0.
-0.

-3.612154 -3.276445 0.868258

-3.384758 -2.058272 -0.897790
-2.225324 -3.866473 -0.677491
1.387811
.260439

532332
377616

.493127
.764730
.912155

071468
974972
032278
261933

1.296495 2.422573
0.221510 1.539090

-0.

-1

-3.

-4

-3.

-2
-1

758636
.807392
068383
.053031
766968
.531251
.543480

1
0
0
0.
0
0

0.

2.883849 -0.
4.784344 -0.
4.493976 -0.
2.240129 -0.
0.300344 -1.

-3
-5
-4
-2
-0

2.

1.

4
4
1
0
0.
0
1
0

.218131
.849551
.447867

098110

.162466
.564369

905064
422428
137062
377964
880876
158341
183039

.257899 0.426442

.039065
.818552
.364956
.561423
227646
.404147
.093968
.136545
.701785
619902
.885657
.229104
.224299
430256

-0
-0

0
1
2.
3
0

.219796
.206975

.600567
.224749

201766

.170837
.691006
1.
-1.
-0.
-1.
-0.
-2.
-2.
-0.275624 -2.089175

004335
614514
510240
526820
870231
864183
388074

0.284669 -0.906063
-0.092439 0.253407
1.598532 -0.034712
0.617592 -3.558077
0.353959 -3.275529

-0.853043 -2.740357
.165668
.181240

1.

5.

0 6.603969 -4
0 4.967457 -5

I,

56
Energ

Cu -0.020502 0.151037 -0.017617

2
1
4
4.
3
4
3

718017
.598839
.490289
.447315
954941
.399773
777733
.933984
254258
.537830
.896909

3
2
1.
0
0
-0
3.
4.
3.

-0
-0

y: —-4170.66674038

395404

.640968
.569429

.143225
148327
150407
076490
.143510
.550048

Cl 0.011573 0.291452 2.107331
C 1.842071 0.215019 0.323273

2.
3.
4.
3

O QEEmO OO0 no
I
w

.046608
.028687
.687078
.009941
.642222
.015904
.249180
.473820
598291
981343
548677
743622

0
1
1
2
2.
4
2
2
-0
-0

.368715 -0.298849
.754930 -0.899556
.889134 -2.184668
.735762 0.299982
268468 -0.784695
.001827 -0.081507
.274931 0.329341
.639138 1.502642
.937002 0.408146
.787563 0.288576

0.474528 0.127573
1.608443 0.089935
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2.357821 1.493020 0.215567
2.143078 -1.920283 0.534200
4.612255 -1.674161 0.330560
5.629571 0.575883 0.049004
4.185871 2.597737 -0.016150
1.714370 2.371348 0.223458
-0.454482 -3.196019 0.684394
0.600150 -3.514151 0.146148
-0.786397 -3.596610 2.118896
-1.410711 -2.527233 -0.029358
-1.166457 -2.219165 -1.417931
-0.179777 -1.148497 -1.656957
.561041 -0.341258 -2.210395

0

1.515652 0.501208 -2.852069
1.160707 1.792375 -3.270989
2.112389 2.601807 -3.870452
3.397288 2.103423 -4.044036
3.769554 0.824210 -3.651317
2.817622 0.017435 -3.051433

-2.193758 -2.076845 0.427088
-0.795622 -3.121262 -1.922202
-2.113809 -1.919113 -1.879762
0.148668 2.151586 -3.099214
1.877816 3.608799 -4.201965
4.411859 2.968577 -4.671978
4.789013 0.487480 -3.813582
3.072115 -0.984632 -2.712456
-1.999076 -2.871195 2.695342
-1.066057 -5.104018 2.071103

0.444961 -3.331341 2.984222
5.534441 2.510459 -4.802681
4.062011 4.083926 -5.016152
0.267764 -3.698211 4.004416
1.322521 -3.846331 2.576287
0.667164 -2.256740 3.041225
-1.273212 -5.475159 3.084273
-1.939592 -5.328407 1.442294
-0.202067 -5.648009 1.670139
-2.139023 -3.172252 3.741949
-1.870289 -1.779441 2.683369
-2.927560 -3.130706 2.165661
TS,
56

Energy: -4170.64705303
Cu 0.033154 -0.014577 -0.002196
Cl -0.020728 0.001282 2.128894

C

ooz ooommmnn T 000 no

H
H

-0.879304 1.623271 0.115615
0.524304 -1.917236 -0.167955
.371781 -2.761464 -1.082125
.794629 -2.729740 -0.741730
.777406 -4.431577 -0.614965
.042538 -2.624166 -2.502426
.422010 -5.336249 -1.335197
.993961 -4.655683 0.667667
-0.522318 -4.521398 -0.866048
-0.202210 2.822433 -0.010643
-0.955532 3.995615 -0.069064
-2.344290 3.948408 0.015208
-2.993116 2.727254 0.166162
-2.257165 1.544205 0.227765
0.883631 2.848894 -0.077648
-0.445173 4.951277 -0.181141
-2.922557 4.869687 -0.025137
-4.077983 2.685762 0.249561
-2.759978 0.587330 0.367823
3.275795 0.231517 -0.872113
2.217659 0.842385 -0.610656
4.347549 0.000531 0.168681
3.459678 -0.112175 -2.160170
2

1

oORr P OoONRF

.379539 0.250704 -3.062860
.117965 0.377544 -2.318922
0.071350 0.177319 -1.964440
-1.373104 -0.068911 -2.569420
-1.899013 -1.362607 -2.664149
-3.157802 -1.551303 -3.215106
-3.874363 -0.446422 -3.655990
-3.374262 0.846054 -3.562147
-2.118277 1.032899 -3.009394
4.091894 -0.866294 -2.400238
2.624565 1.186208 -3.586430
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H 2.234022 -0.552256 -3.798286

O0OmmmmEIomToDoDTDITOQOQOQDDZ T T

-1.
-3.
-5.
-3.

I
[

WN oYy 01O W

TS..>

Energy:

56

308399
591062
206503
972905
.706652

.695372
.422627
.974294
.760343
.433079
.227358
.168370
.000722
.959873
.469035
.931287
.222044

-2.21137
-2.54265
-0.64826
1.680105
2.035222

8 -2.327518

7 -3.310019

4 -4.238028
-3.916149
-2.900470

-0.502759 1.456722
-0.973302 -0.303961
1.383901 0.408432
1.291569 1.169306
1.784535 -0.506788

2

.100520

0.770920

-1.090261 0.492550
-1.963955 -0.513969
-0.600512 -1.188883
-0.605092 2.229380
0.193749 1.822869
-1.480156 1.303298
-5.811666 0.342537 -4.615487
-5.624029 -1.792323 -4.307631

Cu 0.470171 0.771812
Cl 0.942623 1.105615
C -1.065424 1.960587

O0OmmEpImomomomIDITIQOOO@DDZooToDoDTOOQOOOOOOOOOOO0Z00azZD@oDnonm Q000" "EO0O000nO0o

1.

N wWNhOoONNRE
o

LR I R I N N |
NWWRFE O NN

I ON B PN

-3.

841390

.593013
.148036
.684361
.237424
.658244
.927471
.266871

0.646882
2.077891
2.360707
2.945315
2.537048
4.243823
2.499405
2.722371

.947864 3.149761
.745009 4.228779
.650896 4.095973
.763146 2.885511
.966462 1.805116
.239858 3.238934
.656494 5.171921
.277826 4.938690
.463975 2.782748
.040738 0.859720

.716547
.918542
.193399
.281287
.871230

.058836
.180232
.535869
.723879
.015118
.082065
.914484
628417

1
2
1.
0
0

.282910
.076765
286850
.426122
.395198
0.383634
0.409329
-0.09436
-1.45057
-1.95782
-1.10048
0.250230
0.757563

-4170.65526362

0.467552
2.552204
0.568300
0.319983
-0.097969
-1.424927
1.093638
0.184926
0.842579
0.961032
2.324282
-0.139032
0.241007
1.287658
1.970724
1.616561
-0.960352
-0.295051
1.572604
2.796909
2.150389
-1.291287
-0.771718
-0.940336
-2.251722
-2.541185
-1.386188
-0.816669
6 -0.696684
7 -0.408386
3 -0.336647
8 -0.560562
-0.845641
-0.902454

2.757610 -0.470244 -2.329157
0.599374 1.279811 -3.136716
0.670122 -0.496395 -3.149696

-1.

BB W W OO D

855413
.203558
.451488
.786925
458176

.935389
. 765657
.339727
.835035
.661115
.258667
.403121
.795684
.950813
.988031
.532363
.922372

0
2
1
2
2.
3
1
2
0
0

-2.08649
-3.00350
-1.63934
0.875129
1.814055
.057936
.549866
.385065
.632634
514247
.449098
.493278
.249471
.487185
.121370

8 -0.237716
8 -0.112034
4 -0.490250
-1.010823
-1.104293
-1.459279
-1.599687
0.578564
-1.363298
-2.693567
-1.228637
0.831792
0.975885
1.074831
-1.154249

-0.876629 -1.043846
-0.003709 -2.556856
-7.369517 -0.860357 -0.684568
-6.574950 -2.826089 -0.243295
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TSyc

En

56

ergy: -4170.71067863

u 0.216784 -1.475092 -1.952458
1 0.810798 -3.549026 -2.382748
2.059109 0.368781 -0.720679
-0.118715 -1.739686 -0.127803
-1.624285 -1.628770 0.140619
-2.381269 -1.847037 -1.095431
-1.882631 -3.116795 1.185224
-1.971617 -0.474390 0.956435
-3.163689 -3.171184 1.515480
-1.551519 -4.198874 0.513833

-1.148749 -3.020598 2.278716
2.672146 -0.493131 -1.640268
3.780077 -1.249023 -1.267787
4.296605 -1.135530 0.016222
3.712431 -0.253938 0.925357
2.602189 0.494758 0.561853
2.330684 -0.518391 -2.676479
4.230740 -1.929068 -1.987607
5.159035 -1.729724 0.311740
4.118572 -0.161670 1.931004

2.125060 1.157185 1.283396
-1.118036 -0.709669 -4.158696
0.016937 -1.101463 -3.769956
-1.683304 -1.357481 -5.407475
-1.839365 0.183190 -3.491437
-1.472266 0.812183 -2.223560
-0.152733 0.372346 -1.712339
0.801466 1.059542 -1.078511
0.618698 2.470404 -0.666556
-0.532725 2.856083 0.031159
-0.707633 4.176944 0.421285
0.281915 5.098382 0.108583
1.445862 4.740984 -0.562479
1.612819 3.418627 -0.940360
-2.772777 0.375829 -3.832833
-1.438743 1.902305 -2.382616
-2.278661 0.596009 -1.507786
-1.268166 2.100288 0.308808
-1.586305 4.500480 0.971759
0.098867 6.500181 0.510359
2.194657 5.498618 -0.774291
2.518110 3.108163 -1.460295
-2.869611 -0.600480 -5.995884
-0.571256 -1.480823 -6.449429
-2.122925 -2.757443 -4.944897
-2.526375 -3.309151 -5.804562
-1.278274 -3.320404 -4.526290
-2.904748 -2.697103 -4.174696
-0.956341 -2.023910 -7.321969
-0.223748 -0.495614 -6.789166
0.284362 -2.033467 -6.047226
-3.182448 -1.095091 -6.923769
-3.749027 -0.609494 -5.334433
-2.617588 0.439360 -6.247693
0.990663 7.285284 0.233137
-0.934096 6.788477 1.091546

B

56
ergy: -4170.68278989

Cu -1.869802 0.423891 -0.019790

c

T mO0 00 noAa

1 -3.616820 0.204414 -1.341869
0.572486 -0.564885 2.190226
-1.124369 2.011617 0.708292
-0.087763 2.709300 -0.162282
0.168391 1.973390 -1.402556
-1.019890 4.201609 -0.677425
1.054684 3.177013 0.607321
-0.263227 4.932632 -1.480461
-2.116010 3.834799 -1.321532
-1.351383 4.915208 0.385080
-0.654754 -0.246633 2.791131
-0.780729 -0.197767 4.168570
0.317801 -0.464364 4.982320
1.542830 -0.778506 4.403499
1.671043 -0.827166 3.022302
-1.512478 -0.010855 2.168397
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-1.740324 0.064218
0.219355 -0.418430
2.408374 -0.983824
2.634849 -1.076946
-2.

-1

-3.

N Wb NN O

013830
.848296
025061
.197244
.312941
.255951

.726107
.107159
.898605
.189839
.665017
.897040
.608017

.609335
.065246
.030437
.582611
-2.376179 -0.679780
-1.692933 0.368498
-3.498583 -0.709333
-2.151354 -1.707756
-0.995585 -1.614768
-0.610235 -0.174320
-0.660240 0.735925
-0.739895 0.170235
0.409174 0.091868
0.323047 -0.412283
-0.912997 -0.829655
-2.068306 -0.763573
-1.973532 -0.259539

N O oy

-1.420706 -2.532386 -2.618773
0.697480 -1.262751 -1.952239
-0.680861 -0.178520 -2.252026

-4.

.494230
.827857
.032419
.318505
.981241

.228319
.477385
.321311
.266593
.892423
.669829
.024128
.447858
.992358
.956301
.932819
708365

1.369924 0.414857
1.198386 -0.492164
-1.007947 -1.363727
-3.011775 -1.097884
-2.862879 -0.184056
-3.106078 0.146974
-3.797447 -2.137015
-4.721743 -0.103561
-4.558895 -2.109833
-2.902362 -2.620361
-4.210298 -2.760075
-5.564752 -0.078591
-5.023112 -0.698280
-4.519761 0.923771
-3.927486 0.137715
-2.917690 1.185258
-2.198779 -0.241400

0 6.412140 -2.104825 -1.740898
0 6.696484 0.013425 -1.394148

Reaction 39

reactant

34

Energy: -748

C
o

C
N
H
C
C
H
H
C
Cc
C
C
C
C
C
H
H
H
H
0]
C
C
C
H
H
H
H
H
H
H
H
H
H

I

-4.
-4.
-4.
-2.
-2.
-1.
-0.
-2.

I
N

I 2D OO WS WN O

014439
631003
741887
658739
127686
926695
503172
140783
.303611

.669586
.048587
.017432
.362365
.757029
.812659
.464105
.687656
.099281
.807990
.121548

505867

.820725
.698532
.546162
.421390
.125834
.240449
.165931
.198959
.884093
.316663
.147829
.356804

.343919123

-0.428816 0.256675
-1.000067 -0.632211
0.207390 1.446277
-0.334074 0.218273
0.128466 0.942259
-0.918488 -0.894576
-0.672068 -0.738019
-1.997663 -0.948348
-0.496792 -1.839467
-0.436702 -0.551116
-0.160719 -0.332845
-0.496974 -1.285944
-0.227500 -1.071785
0.388873 0.111699
0.732383 1.072404
0.462399 0.858509
-0.978264 -2.204929
-0.496977 -1.825087
0.606538 0.293460
1.215936 2.000745
0.778586 1.763653
0.865484 2.468451
1.253538 0.871073
-0.904224 2.122355
1.291606 3.283600
0.144705 2.923786
1.691456 2.031681
-0.486445 2.928286
-1.400799 1.395580
-1.663481 2.562441
1.682615 1.672334
2.074813 0.390688
0.799624 0.121610

1.924998 1.195801 2.529382
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69
Energ

I DO U WROR I Wb PO WNNRERO

ImoDoDoDDIDIDIoDoDoDEDIDoDToDTDTTDQo0o0OamnmnoOornn D DD DTz 000000000"0000nO0

-0.
-1.
-3.
-2.

y: —-4348.97388099
Cu 0.637921 -0.023831 -0.491375
Cl 1.276596 -0.878172 -2.425202
C 1.874992 1.407266 -0.762312

708861
899033
087920
334047
.599834
.433932
.552608
.363651

.348659
.200078
.523207
.011478
.184267

.125214
.954749
.918995
.546679
.498690
.804781
.196521
.256439
.322605
.800274
.177182
.041609
.556243
1.503182 0.668225 2.370444
.131931 1.993624 2.427992
.723149 0.611210 3.472760
.280183
.208369
.536520
.227246
.523254

.582366
.906850
.953727
.173441
.468656
.444298
.098920
.097479
.168889
.458852
.699385
.456414
.449128
.175394
.530233
.180575
.865771
.462654
.629979
.423268
.005206
.312730
771723
.954966
.703277
.260627

1.494618
1.575973
0.898498
3.352794
1.358286
3.593388
3.644926

-0.222667
0.683265
0.157912
0.528255
2.100880
1.224009
-0.746431

4.137072 0.986814

607536 -

.359203 -
.236257 -
-1.177331 2.729513 2.184411
-0.339168 3.620436 2.091966
-2.669300 3.058044 2.228449
-0.819852 1.418017 2.311697
.559214

0.
0.

1
1

2.632097 -0.399380
3.740447 -
3.
2
1

428632
826997
.201778
.172600

1.055568 2.479113
0.109962 1.491023

0.
1.
3.
3.
3.
2.
1.

729953
080236
995774
583697
260346
341414

2.764849 -
4.702091 -
4.477612 -
2.246962 -
0.266078 -

H 1.067619 -

I,

55
Energ

3
5
4
1
0

1.

3
4
1
1
2
0
1.
1
0
2
2
3
0

0
0
0

0.
0.
0.
0.
0.
1.
1.

780871 1.239748

.861543
.662033
.215512
0.003455
219132
643116
068757
110568
848819
537990
493167

.400201 0.928875
.032678 0.047682

.311592
.957533
.299565
843448
.738090
.048417
.684816
.295518
.336995
.939860

.302788
.093544
.380245
.329179
.367409

0.

0
2
3.
1

0.349804
053358
.812368
.100838
581568
.099608
1.342398
1.820297
1.338911
1.579342

202866 -0.923142
0.088104 -2.660553
.234985 -2.917926

1.410864
1.682046
0.243373
1.720717
3.591193

-0.523079 -2.825773
-0.883640 -2.371774

1
2
1
4
4
3.
4
3
4
4

.135189
L177742
.297054
.369277
.932289
585053
.060329
.049097
.617122
.293514

y: —-4041.45409108
Cu 0.366264 -0.076094 -0.090916
Cl 0.374005 -0.070830 2.048746
C 2.187528 -0.392484 0.289402

O -1.564114 0.584393 -0.442701
S -1.341782 2.065381 -0.596508

2
2
1
1
1
0.
3
4
3
0

.934354
.125238
.161188
.139272
.191926
120456
.658663
.414213
.694521
.622081
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-2.030278 2.696238 -1.723535
-2.183460 2.786839 0.867808
0.098465 2.342380 -0.448349
-1.997837 4.096330 0.864858
-3.477605 2.522197 0.792520
-1.697354 2.274606 1.981311
.716094 -1.666153 0.377189
.103022 -1.779103 0.291855
.902611 -0.643137 0.170266
.325414 0.621098 0.139375
.937425 0.765253 0.212310
.077182 -2.540268 0.516462
.556329 -2.768136 0.335717
.985194 -0.746662 0.124026
.947030 1.512603 0.067407
2.470780 1.749562 0.215898
-0.965455 -3.074327 0.790761
0.070028 -3.718066 0.890009
-2.023284 -3.051140 1.894295
-1.280601 -2.416067 -0.373383
-0.402571 -2.482013 -1.518116
0.322121 -1.222119 -1.779502
0.894967 -0.357484 -2.448182
1.500232 0.743562 -3.080116
0.651801 1.744224 -3.607935
1.209126 2.940328 -4.054586
2.586177 3.114492 -4.013907
3 2
2 0

B0 NN B D BN

.435934 2.109632 -3.540678
.894445 0.927560 -3.070574
-2.064687 -1.775543 -0.407415
0.315659 -3.286531 -1.308654
-0.968215 -2.751531 -2.420669
-0.656357 1.461344 -3.678753
0.554710 3.717895 -4.444161
3.010881 4.051560 -4.370701
4.512688 2.262272 -3.530375
3.524588 0.137915 -2.662964
-2.855617 -4.324091 1.686793
-1.319591 -3.119901 3.246925
-2.938460 -1.827445 1.849691
-1.213212 2.177275 -3.303983
-2.067084 -3.211517 4.046878
-0.646284 -3.982639 3.292528
-0.725984 -2.214648 3.429173
-3.612064 -1.854221 2.716818
-2.374759 -0.884917 1.894044
-3.584038 -1.810434 0.958784
-3.618545 -4.401283 2.473845
-3.369664 -4.315389 0.715099
-2.219127 -5.217256 1.733861

TS,

En
C
Cc

ooz aooommmTIT OO EEO000noAN

55

ergy: -4041.44271625

u -0.633753 -0.410637 -0.694932
1 -0.202987 -1.077310 -2.687565
-2.224342 -1.405651 -0.825893
.207998 0.373999 -0.419254
.729546 1.693534 0.062739
.456408 1.603520 1.329207
.002486 2.047553 -1.207912
.755119 2.785822 -0.069362
.612872 3.185220 -0.922101
.897527 1.065686 -1.225994
.431489 2.137288 -2.394963
-2.242023 -2.698075 -0.332331
-3.446570 -3.399773 -0.380035
-4.585355 -2.811428 -0.920719
-4.526530 -1.516961 -1.425442
-3.331237 -0.798425 -1.390718
-1.346459 -3.151607 0.086820
-3.485738 -4.415986 0.010237
-5.520170 -3.368152 -0.957719
-5.410442 -1.057353 -1.865430
-3.271403 0.202424 -1.814777
1.700785 -1.756010 1.396188
0.543869 -2.055784 1.045943
2.933883 -2.331766 0.737133
1
0

NWwWwowN -

1

0
.819253 -0.982006 2.502225
.525788 -0.610596 3.057767
0.448476 -0.488887 1.967357
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C -1.186804 0.099866 1.122837
C -2.149687 1.183378 1.214563
C -2.318792 2.030045 0.109696
C -3.254891 3.054785 0.142410
C -4.027345 3.248099 1.281829
C -3.867947 2.416560 2.388612
C -2.933844 1.391749 2.355123
H 2.561712 -0.286220 2.520333
H 0.216800 -1.361049 3.798962
H 0.610349 0.366437 3.552663
O -1.571720 1.807451 -1.017061
H -3.360099 3.690260 -0.734328
H -4.760549 4.052139 1.305647
H -4.478001 2.563933 3.277439
H -2.818398 0.720852 3.205509
C 2.728966 -2.430109 -0.772142
C 4.185886 -1.518341 1.056688
C 3.071367 -3.742973 1.333084
H 3.956070 -4.229524 0.901293
H 3.197514 -3.709905 2.424176
H 2.192415 -4.356780 1.099019
H 5.041375 -1.962485 0.531811
H 4.097311 -0.476464 0.721651
H 4.424015 -1.529782 2.129672
H 3.582717 -2.960971 -1.214065
H 1.812942 -2.979453 -1.020543
H 2.655945 -1.438932 -1.233483
H -0.718105 2.296808 -0.919496
TS,
55
Energy: -4041.44749487

Cu 0.102244 -0.666450 0.509730
Cl -0.332379 -1.221176 2.563005

I
NS}

C 1.909974 -1.
615016 0.
674008 1.
245574 2.
915806 2.
435857 2.
128139 3.
048416 1.

.475016 2.
.132248 -
.147339 -
.933124 -
.709633 -
.691310 -
.513133 -
.324041 -
.730989 -
.320104 -
.503177 -

NS D WERENDWWWN

ENNS G, TN Sl Sl )

1.
4
6
6.
4

-4

-2
-4

ja=jiyaciaciie @ M@ N Q=i 1=l ol : O NONONONONONO N NN -No NONQN::li:- -l jl-:HoNo N NoNON- N N oMo NeN s Ne}

-1.
-1.
-2.
-2.
-0.
-3.
-4.

-3.

2.
3.
3.
1.
0.
2.
4.
3.
1.
0.

360480
315472
783158
043424
348361
490309
643440
688310
115131
547959
394676
032059
822610
977350
813911
335669
691682
541964
036531

.857976 -1.666007
.911910 -2.269906
.301058 -2.067812
.608960 -0.659648
.240654 -0.261269
-0.077416 -1.253377

.599625
.759344
.994304
.982731
.206293
.395144
.414004

224101

893540

.174835
.330056

354508

.209297
4.
-3.
-3.

308595
500856
490189
.523687
355881
.798926
.496818

0.167718 -
0.885249 -
2.298636 -
2.
2
0
0

966460 -

.267016 -
.870612 -

194845 -

0.629958
0.370124
0.043964
-1.277472
1.268343
0.394878
1.108169
1.070056
2.487430
-0.056807
0.386443
1.475211
2.133905
1.716635
-0.911591
-0.131290
1.811430
2.990022
2.230104
-1.391742
-0.868960
-1.139099
-2.272137
-2.472286

0.809460
0.804701
0.907109
1.068487
1.105984
0.985450
0.831299

-2.295414 0.087722 -2.340123
0.273031 -1.021887 -3.078302
-0.238796 0.678399 -3.039782

3.059133 -0.901108
4.050597 -1.149164
2.812537 -1.223950
0.325956 -1.015032
-0.890784 -0.747432

1.026636
3.374355
2.326366
3.742674
3.222642
4.144918
2.731346

-1.618254
-1.920372
0.355376

-1.763093
-2.999626
-1.578368
0.527634
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-2.753954 -3.045517 0.731502
-3.382665 -1.401407 0.935292
-5.323214 -1.379835 -1.392071
-4.178574 -0.061641 -1.108259
-4.259310 -0.866362 -2.704808
H 1.084739 2.634820 -0.534055

jasiiyaciiaciiie site ]

I,

55
Energy: -4041.49038894
Cu 0.258515 -1.374616 -1.920362
Cl 0.962211 -3.430804 -2.320000
C 2.040032 0.460086 -0.702159
-0.229398 -1.625977 -0.114081
-1.750338 -1.743358 0.018775
-2.369341 -1.846803 -1.308105
-1.912118 -3.405247 0.782825
-2.318701 -0.807141 0.972668
-3.200901 -3.638113 0.993508
-1.424547 -4.329851 -0.015860
-1.270322 -3.425219 1.938463
.667404 -0.392036 -1.621291
.763225 -1.161977 -1.236642
.252299 -1.072460 0.058500
.652505 -0.201355 0.969318
.556187 0.560384 0.594344
.351236 -0.394074 -2.665792
.221833 -1.836054 -1.957051
.104153 -1.677186 0.363532
.037346 -0.128423 1.985119
2.068648 1.218654 1.312362
-1.124154 -0.700468 -4.119061
0.036635 -1.033696 -3.755979
-1.718659 -1.430086 -5.308358
-1.848237 0.204677 -3.470755
-1.470871 0.869983 -2.226674
-0.142984 0.468679 -1.717367
0.796689 1.169661 -1.080265
0.645890 2.587459 -0.679909
-0.474075 3.026687 0.047629
-0.553859 4.349498 0.484163
0.472520 5.241019 0.202669
1.592166 4.821415 -0.511488
1.672894 3.501924 -0.934230
-2.807785 0.328716 -3.767657
-1.445631 1.956139 -2.413275
-2.258538 0.677363 -1.484879
-1.445553 2.120462 0.308778
-1.428593 4.672706 1.050253
0.396908 6.270275 0.549127
2.400276 5.516371 -0.728586
2.552615 3.150829 -1.473704
-2.939180 -0.730360 -5.898053
-0.640873 -1.594745 -6.379608
-2.115349 -2.808464 -4.751679
-2.545849 -3.411972 -5.562317
-1.243394 -3.334809 -4.340955
-2.860304 -2.716593 -3.949124
-1.042916 -2.196882 -7.204728
-0.325202 -0.625180 -6.788801
0.238953 -2.105195 -5.973672
-3.269148 -1.279799 -6.788612
-3.797219 -0.722769 -5.209093
-2.718570 0.300310 -6.209887
-2.043437 2.445512 0.996271

BT DN WS WN

IomoDoDDIDDoDoDTDToOOaoaDDoDDononTmoOoaooaoaooaazooo@m Dm0 00no

TS

55
Energy: -4041.46894560
Cu -0.442295 -0.358866 0.612531
Cl -2.022772 -0.801759 2.079286
1.452685 -1.788885 0.790484
0.289645 1.516490 0.864597
-0.359312 2.522383 -0.038628
-1.452456 1.941613 -0.829351
-1.172385 3.666831 1.138368
0.619101 3.346099 -0.762544
-1.762464 4.642161 0.463196
-2.075837 3.009982 1.840974
-0.268034 4.184580 1.953565

e O QO WnOoON
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.127018
.044389
.295471
.641516
.729318
.917079
.778100
.217625
.832894

005829

.939817
.093320
.397736
.499270
.113541

.428538
.589416
.933144
.143001
.439484
.531425
.338223
.051956
-2.143942 -0.068855 -3.027019
0.485638 -0.623593 -3.184393

-0.072538 0.895969 -2.438452

.072781
.566839
.539310
.191576
.894497

.909530
.566309
.157818
.223779
.801274
.056363
.631103
.015286
.213182
.957402
.882480
.339643

-3.
-3.
-3.
-1.
-1.
-3.
4.
-3.
-1.
-0.

-1.
-1.
-1.
-0.
-0.

-0.
-1.
-0.
0.6
1.1
0.3
-0.
-1.

1.3
2.0
0.7
-1.
-2.

-2.
-3.
-0.
-0.
-0.

0.

-3.
-3.
-2.
-2.
-1.
-3.

148267 0.784521
846173 1.982122
198465 3.189111
851590 3.200032
146286 2.006025
642773 -0.162205
901367 1.974074
747082 4.125770
341438 4.141510
091702 2.001794

478986 -1.562325
919909 -0.736285
876274 -1.503025
618046 -2.472535
194204 -2.366792
659456 -1.061017
012870 -0.496460
555111 -0.878381
71419 -1.537666
21709 -1.778990
63712 -1.380537
857014 -0.735070
299962 -0.474577

77088 -1.979005
73903 -2.290794
26074 -1.575168
455828 -0.423810
238444 0.055764
222419 -2.902454
067392 -0.564481
664231 -0.936502
921206 -0.873930
411282 0.071365
226850 -1.571272
328654 -0.511138
946088 -0.925112
823157 0.445061
539857 -2.827476
367506 -3.592163
046196 -3.352703

H 1.905459 2.219391 -1.498368

React
react

34
Energ

C -4.
-4.
-4.
-2.
-2.
-1.
-0.
-2.

I
N

ja=iipaciaciiiesjiesie i sl O MO M@= el i s HONONO N NONO N M=o No =~ o Ne)]
I NS NDNDBS S DDNDNO

ion 40

ant

y: -748
061714
641920
833178
704277
206041
933926
507371
233882
.198239

.678215
.075774
.677582
.039836
.812524
.214303
.852294
.070094
.509951
.879690
.012714

378252

.958457
.850395
.569487
.589391
.238131
.410906
.210623
.194697
.862590
.501641

.34
0.
0.
-0
0.
0.
0.
0.
-0
1.

0.1

0.0

-1.

-1.

-0.

1.1

1.2

-2.

-2.

-0.

2.2
2.1
-0
1.
-1
-0
-0
0.
-1
-1
-2
0.

4116842

034855 0.189366
075351 -0.886451
.113876 1.505096
105129 0.253584
086261 1.131346
228517 -0.974548
174118 -0.699987
.574910 -1.664470
168183 -1.484618
26473 -0.456463
61368 -0.174415
162963 0.140536
207362 0.414452
054852 0.378443
66206 0.063289
27462 -0.210617
064814 0.164826
158186 0.659314
073287 0.588851
62428 0.040655
78631 -0.456818
.080278 2.754231
026590 1.560944
.453377 1.431661
.179205 3.647905
.911276 2.778914
868799 2.850304
.581675 2.315139
.498347 0.532526
.294790 1.400284
909416 2.438458
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H -5.350981 2.002844 1.637549
H -6.470978 1.031064 0.657913
H 4.483834 3.037205 -0.195440

I

69
Energ

Cl 1.322165 -0.452270 -2.555969

y: —4348.96923192
Cu 0.697982 0.084341 -0.533682

C 1.929163 1.525199 -0.725613
-1.458908
-1.880734
-0.773070
-2.838437
-2.842853
-3.280728
-2.055077
-3.860253
.758667 -
3.857194 -
3.705612 -
.448473 -
.336491 -

-2

I DO UNRFPOR | Wb PO BMDMWNNRERO

IomoDoDoDDIDDoDoDoDoDDoDoDTDTTTQoo0ooamnnmoOoONDnonoDomD DD 0z00000000mmA 00000

-0.
-1.
-2.

593066
423373
145108
.734830
.764451
.611373
.378146
.214441

.356120
.214417
.584884
.119564
.286885
-1.039594 2.999031 2.
-0.157521 3.850987 2.
-2.513903 3.401410 2.
-0.755420 1.669895 2.
.604166
.091163
.799619
.696052
.227190
.142468
.507553
.966744
.073089
.287356
. 779405
.241786
.191876
.693983
1.468432 0.952798 2.
.230521 2.139515 2.305214
.767419 0.855578 3.441715
.165093
.651590
.217058
.034174
.412483

.486364
.750531
.721846
.306412
.526634
.546187
.110333
.137971
.028045
.818442
.374014
.508063
.201774
.693702
.777185
.022939
.197408
.362241
.515946
.382494
.756001
.039514
.543584
777173
.621421
.049709

2

2
1

-0.392276

0
1

-0.059944

1
0

-0.934130
-0.714502

0.
0.
0.
0.
0.

.791653
.425532

.665338
.825590

485355
370327
526256
798391
906713
128484
103916
056525
247469

1.241990 2.422847
0.198961 1.498382

0.
1.
3.
4.
3.
2.
1.

780390
818449
102321
087557
795383
519397
519817

1
0
0
0.
0
0

0.

2.894891 -0.
4.825642 -0.
4.569188 -0.
2.323798 -0.
0.356136 -1.

H 3.375722 -

I,

55
Energ

3
5
4
2
0

2.

1.

4
4
1
0
0.
0
1
0

.229076
.865932
.564295

207491

.166732
.481451

826989
346494
129484
439668
943371
147023
132803

.330799 0.615540

.313085
.576412
.311156
.517543
235717
.401829
.097877
.144424
.698902
599081
.896484
.243133
.234091
427365

-0
-0

0
1
2.
3
0

.081126
.111270

.451980
.079759

194990

.190638
.710121
1.
-1.
-0.
-1.
-0.
-2.
-2.
-0.274606 -2.115128

025029
635316
531684
545864
889836
882875
405522

0.256221 -0.929875
-0.114818 0.227239
1.572775 -0.049492
0.625676 -3.579775
0.364955 -3.288607

-0.843502 -2.758855
1.

2
1
4
4
3.
4
3
5
5

707966
.621105
.510127
.464374
.950748
402362
.790817
.926376
.241404
.905750

y: —4041.44750757

3.
2.
1.
0.
0.

-0
3.
4.
3.
-0

151446
168508
377694
633008
608036
.120498
136660
173426
121628
.326034
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Cu -0.005844 0.125623 0.008765
Cl 0.003518 0.320418 2.132896
C 1.859553 0.195621 0.315099

.620327 .949324 0.440717
.005338 .794536 0.356899
.569932 0.466736 0.183200
.759666 1.593904 0.095934
.371811 1.472649 0.185364
.167688 -1.932937 0.572818
.639660 -1.676367 0.434436
.652216 0.572503 0.131538
.198639 2.583220 -0.023584
1.724250 2.347606 0.150242
-0.440394 -3.206763 0.691330
0.624475 -3.551061 0.190734
-0.817282 -3.576459 2.123927
-1.367439 -2.535791 -0.057180
-1.073907 -2.224155 -1.435834
-0.110780 -1.121340 -1.638615
0.611885 -0.317889 -2.227399
1.548435 0.534887 -2.871868
1.164243 1.811242 -3.295913
2.106661 2.630541 -3.911073
3.413152 2.174321 -4.098036

3 0

2 0

-2.025797 0.306011 -0.272778
-2.052867 1.685895 -0.891970
-2.722169 1.775532 -2.175435
-3.073526 2.639863 0.296007
-0.689917 2.251630 -0.781710
-3.132802 3.900711 -0.100452
-4.294478 2.130485 0.332491
-2.535919 2.581672 1.500669

-0

-0

SO NN WS BN

.782367 0.898995 -3.679695
.859208 0.068094 -3.066784
-2.150721 -2.062397 0.375446
-0.656561 -3.118269 -1.916220
-2.010498 -1.955138 -1.937441
0.152261 2.174376 -3.129260
1.698238 3.857843 -4.305547
4.146111 2.824702 -4.578403
4.804536 0.558964 -3.833241
3.132411 -0.925263 -2.718272
-2.037603 -2.827824 2.652907
-1.109994 -5.081600 2.099316

jasjiyaciyaciiccjitc i uiifasiifaciie e @ NN @ I Q@ I ==ji=c = @« s« s« - HONONONONONONONO MO I - No o1l -ji::ji s HONONONONO N N Mo NeNoNON O Ne)

0.392565 -3.304388 3.017274
2.434295 4.329141 -4.719927
0.183811 -3.647538 4.039905
1.275631 -3.835982 2.643996
0.623504 -2.230798 3.057119
-1.347462 -5.430708 3.113791
-1.968547 -5.310625 1.451722
-0.240816 -5.641001 1.732057
-2.209950 -3.108465 3.700499
-1.896357 -1.737657 2.625322
-2.953500 -3.087122 2.101636
TS
55

Energy: -4041.42600955
Cu -0.442459 -0.499652 -0.824007
Cl -0.052383 -1.163016 -2.819561
C -1.957259 -1.608924 -0.902533

0.877864 943225 -0.876483
.643173 719645 0.162275
.572813 885537 0.935608

0.
1.
0.
.725087 2.719608 -0.929186
.838555 2.673268 0.914547
.504882 3.483160 -0.176589
.485072 1.924273 -1.669037
.994894 3.487232 -1.718809
1.918053 -2.897157 -0.400374
.108546 -3.622339 -0.353915
-4.294478 -3.060952 -0.818409
-4.297155 -1.771730 -1.340363
-3.116158 -1.032317 -1.394094
-0.985582 -3.328027 -0.040474
-3.101564 -4.634843 0.047964
-5.218537 -3.635487 -0.782794
-5.219508 -1.331560 -1.716487
-3.115945 -0.022967 -1.806310
C 2.008961 -1.789798 1.203563

I P WwWwoNN

mmEmTm T OO0 00 no
I
w
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0
3.
1
0

jasjiyaciiaciiccjie e oile siiac i il @ I @ I @ It =iy =c = @ Ji= i« i« s O NGO NONONONO NONO N - o Ne]

-1

-3.

-5.

-5.

-3

3.359920 -1
4.523272 -1
3.319438 -
4.249705 -4
3.265668 -4
2.475682 -4
5.441861 -
4.520038 -
4.572761 -
4.272521 -
2.495516 -
3.374001 -
-4.242050 4.

TS,
55
Energ

Cu -0.012994 -0.727104 -0.522038

919761
319772
943366
607080

1
2
1
1

.910712 0.608729
.207104 0.578654
.387233 2.490766
.009332 2.921061
.232199 -0.646161 1.767572
.035439 -0.049530 1.001729
.215115 0.805748
.231585 2.090105
.408608 2.835391
.561233 2.294439
.531941 1.005730
.366799 0.253414

2.736439 -0.887278
0.147533 -1.837902
0.668464 -0.135002

.335628 2.536827

372985 4.083853
479304 2.883068
433925 0.583337

1
0
0
1
1
1
2.
3
3
0
0
1
2

.109748
.571585
.632121
.202121
.723287
.685819
874544
.479635
.582733
.144384
.109918
.235374
.162612

.346120 -0.770378 2.056280
.742093 -0.876877

3.

1.
0.
2.
2.
2.
0.

.663225
743312
.118092
.111009
.157730
987831
565655
049159
131410
106555
648017

y: —-4041.43735347

1

0
0
1
0.
0
1
2

.342545
.633058
.186233
.667561
067527
.837305
.357679
.371571
1.347927
1.445527
0.943278

497057 0.207047

Cl 0.375401 -1.078748 -2.625163
C -1.802103 -1.471714 -0.681314

-0

mImIEmomITQIIaooOoooaoaoazaoooammmm OO0 no

-4

-3.
-5.
-6.

.707524
.889648
.592133
.101806
.696611
.449343
.180595
.566827

.001964
.055063
.893680
.682621
.630757
.340980
.217717
.720059
.331874
.457504

.960083
.973835
.370309
.796278

467162

.427909
.534060
.723752
.561028
.690938
.955134
.097861
.990603

.241244

570630
492999
833821
090829
.088600

2.535524 -

1
2
2.
0
0

458810 -

.456783 -
.434784 -
.136788 -

2.696278
3.499592
3.062957
1.821496
1.014891
3.024410
4.467528
3.690158
1.481234
0.045603
.920058
.449428
320338
.980992
480691

1.
0.
0.
1.
2.

1
0
0.
2
2

0.208177 -0.310698
1.639812 0.138997

1.716622 1.423854

2.206238 -
2.
3
1
2

114610
038310
854565
064973
318035
-0.059187
-0.494760
-1.513973
-2.112876
-1.700811
0.739512
-0.023908
-1.843482
-2.917433
-2.164492
.259249
.727901
881304
.225243
521330

-0.307474 1.343360
-0.022231 0.816847

0
2
2
2.
1
0
0

. 799179
.163836
.982616
435330
.069252
.237126
.287157

0
0
0
0.
0
0
2

. 741799
.503775
.480504
697025
.930181
.945533
315678

-1.365358 3.544934

0.613487 0.528907 2.936476
-1.

2.587252 0.336316
4.299292 0.246426
3.082023 0.680360
0.656189 1.096215
-0.835177 1.105693
C 4.462037 -1.421997 1.447991
H 3.481992 -3.329358 1.317236
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-
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En

3.486538 -2.447504 -0.636344
5.444149 -1.801757 1.141790
4.376551 -0.396042 1.060613
4.455685 -1.386115 2.545480
4.460245 -2.879971 -0.897784
2.696715 -3.083853 -1.048363
3.403575 -1.461906 -1.112040
-1.230561 -0.962839 3.792149
-0.360539 -2.378825 3.145821
0.361806 -1.418028 4.458213
-4.342945 4.761274 0.247210
55
ergy: -4041.49040134

Cu 0.269951 -1.430954 -1.963374

C
C

ITmoDoDoDDIDIDToDTDTOQaoOED@DTDmoOoODDIZD Tz aoaoo@mzmn om0 00no

1 0.929704 -3.481987 -2.443223
2.064996 0.393633 -0.691504
-0.122693 -1.744114 -0.151644
-1.640109 -1.705706 0.053525
-2.335428 -1.917132 -1.220120
-1.880392 -3.237983 1.035858
-2.074752 -0.596897 0.889160
-3.171960 -3.358416 1.305817
-1.473925 -4.283917 0.347815

.201799 -3.151011 2.166026

.688233 -0.451327 -1.619683

.788702 -1.219461 -1.247113

.286457 -1.134879 0.045758

.691971 -0.269282 0.964524

.590526 0.491408 0.600930

.364088 -0.450315 -2.661927

.245596 -1.887539 -1.974203

.141784 -1.739177 0.341838

.084091 -0.199692 1.977718

2.105357 1.144154 1.325656

-1.116524 -0.672999 -4.135722

0.039185 -1.029796 -3.778742

-1.708624 -1.349820 -5.356834

-1.840808 0.206941 -3.453870

-1.464174 0.828794 -2.186158

-0.134250 0.406125 -1.691133

0.813150 1.095183 -1.050152

0.641749 2.510086 -0.645369

-0.525664 2.916645 0.000636

-0.682005 4.249897 0.380603

0.327920 5.174225 0.118949

1.497652 4.758409 -0.510997

1.665807 3.434299 -0.889608

-2.792861 0.362006 -3.760706

-1.440874 1.921425 -2.330441

-2.260334 0.600690 -1.461865

-1.299543 2.196905 0.268129

-1.836610 4.583847 1.005947

0.202705 6.215973 0.418411

2.285968 5.483446 -0.706052

2.581556 3.106116 -1.378758

-2.894495 -0.595298 -5.949888

-0.615699 -1.521681 -6.411257

-2.158423 -2.729499 -4.844501

-2.582567 -3.301439 -5.680897

-1.312941 -3.290457 -4.424007

-2.924408 -2.636546 -4.061893

-1.022298 -2.084443 -7.261445

-0.257606 -0.552625 -6.784944

0.237303 -2.075052 -6.004216

-3.222305 -1.108020 -6.862817

-3.767073 -0.580011 -5.279605

-2.635373 0.436477 -6.226048

-1.807779 5.518024 1.255348

1
[

B O DN WS WN

TS:”

En

55
ergy: -4041.46222735

Cu -0.772536 1.313771 0.228785

C
C
o
S
o

1 -2.263194 2.666542 -0.663563
0.340224 -1.589070 1.721041
0.953568 1.672349 0.946074
2.055552 1.656027 -0.104845
1.523310 1.369607 -1.439115
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-0
-0
0.
1.
0.
-0
-0
0.
1.
1.

-2
-4
-2

O NWNEFEO

-2
-0
-0
2.
4.
2.
0.
-0

mIDIDoDoDoDoDoDIDoQoaDnDDomnomm DOz oooaErommmnTm QAR O0QQ

H 4.
React
react

34
Energ

C -4.
-4.
-4.
-2.
-2.
-1.
-0.
-2.

I NN DNDNO I
N

mImaooomIomTmOoOoaoaoaoaoaommaoaaom=zO0o
w

LI N
W > o Ul

-3.

-4.
-5.
-4.
-6.
-4.
-5.
-5.
-4.
-4.
-6.
-4.
-4.

.506072 3.432292 -0.146915
.239172 0.938268 0.339895
.459084 3.622972 -1.046535
.443410 4.149674 -0.477101
.942637 3.817732 1.041105
.187040 -0.648654 2.619061
.102271 -0.845492 3.986481
513901 -1.987485 4.492614
046152 -2.927752 3.616549
962787 -2.731661 2.244987
.645511 0.258156 2.236575
.508042 -0.094864 4.661671
586171 -2.138164 5.568259
534784 -3.820502 4.002496
381088 -3.473679 1.567681
018437 -0.344025 -0.564470
.292293 -0.233719 0.459115
.524360 -0.378639 -0.434347
.421841 -0.539576 -1.740190
.970834 -0.399675 -1.781645
.485470 -0.493300 -0.373707
.226575 -1.428762 0.269482
.004717 -2.347061 -0.618214
.366228 -2.141935 -0.813477
.079764 -3.033955 -1.617165
.431840 -4.113948 -2.218131
.068873 -4.304580 -2.017090
.345558 -3.425647 -1.220761
.952615 -0.432723 -2.595338
.526832 -1.221585 -2.359243
.692608 0.551224 -2.257857
882193 -1.292092 -0.362797
400846 -2.798497 -1.777244
997552 -4.805368 -2.844553
571381 -5.153355 -2.483389
.720859 -3.573014 -1.046975
942797 0.543289 0.710156
203599 0.059873 -1.729922
891721 -1.832142 -0.103796
288391 0.098248 -1.570351
873912 1.062712 -2.034225
036395 -0.647491 -2.556074
978674 -1.907305 0.031914
599690 -2.517557 -0.911559
406742 -2.160058 0.824506
035407 0.514568 0.812383
497597 0.224475 1.659338
628215 1.576791 0.516599
780224 -3.465870 -2.365824
ion 41
ant
y: -748.344933334
061454 -0.006269 0.184221
646261 -0.011813 -0.890133
829789 -0.089042 1.507895
704201 0.060148 0.241152
202875 0.074828 1.117224
933599 0.122476 -0.992408
506733 0.097338 -0.717041
226293 -0.719661 -1.637907
.208521 1.030397 -1.551882
.680093 0.075083 -0.472873
.076947 0.041844 -0.190402
.741890 -1.181245 -0.004386
.096620 -1.221537 0.271786
.820303 -0.031446 0.367495
.176843 1.193088 0.184948
.818288 1.226385 -0.090800
.173684 -2.106523 -0.081694
.620489 -2.163779 0.417064
.143525 -0.128074 0.639590
.744058 2.122280 0.259131
.314251 2.180455 -0.234248
.950362 -0.013357 2.751857
.831631 1.066322 1.517941
.584040 -1.420324 1.494613
.579169 -0.068228 3.650881
.238775 -0.850283 2.808431
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-5

o m omom m T

I

69
Energ

Cl 1.341398 -0.454741 -2.541865

-3.
-6.
-6.
-4.
-6.

-6.

392286
224421
212033
888426
480917
.318756
455635

0.932832 2.806765
-1.501628 2.384237
-1.495936 0.599512
-2.271683 1.498246
0.996359 2.401992
2.038086 1.550165
1.040014 0.617607
H 6.528193 0.758812 0.677394

y: -4348.97554269
Cu 0.689735 0.104434 -0.525560

C 1.878701 1.582566 -0.646029

-1
-2
-2

IO DO T WP OB S WNNDERFEO

w

mIIDoDIoDoDoDIDIDoDoDoDoDoD DD oD Do o0o0QQE@monm DD IoD oD oDoDDIDOoOOOooo00zo0o0o00000000mMmgmOo0O0no
L R R D B |
N O W NN

-0.

-0.
-3.

572589
.417418
.156384
.708576
764885
593247
.346137
.169218

1.285593
.107958
.472110
.031736
.232203

.091452
.839066
.713136
.244486
.123173
.481474
.962939
.084739
.222050
.655144
.103984
.097728
.657051
1.477930 0.967770 2.035073
.244591 2.033407 2.453488

.662069 0.679314 3.444246

.185592
.789944
.286029
.024424
.440406

.462060
.735340
.509857
.331323
.542236
.559202
.129121
.164508
.028961
.849899
.370938
.513802
.199508
.727280
.768968
.017549
.199033
.410178
.473332
.343931
.517418
.786481
.294343
.735078
.715753
.994929

1.464483
1.880978
0.775236
2.860003
2.831873
3.299918
2.094938
3.886069

2.793885 -
3.921199 -
3.
2
1

819524 -

.585337 -
.446478 -
-0.990389 2.989702 2.
-0.090800 3.808496 2.
-2.440257 3.443776 2.
-0.745477 1.648506 2.
.583273

-0.394687

0
1

-0.079655

1
0

-0.972730
-0.713386

0.
0.
0.
0.
0.

.778769
.394640

.672107
.799092

345911
262640
497661
819220
898081
259852
414075
072330
222994

1.153716 2.453242
0.175525 1.463889

-0.798974 1.251350
-1.837212 0.898005
-3.156738 0.704170
-4.151944 0.339292
-3.856467 0.166519
-2.556015 0.368832
-1.554478 0.726174
2.884837 -0.144176
4.871533 0.015787

4.703460 -0.432424
2.501157 -1.027153
0.486675 -1.185988

H 6.194921 -

3
5
4
2
0

2.

-0.323495 -2.163296

4
4
1
0
0.
0
1
0
1

.363477 0.853552
.174071 0.176994

.871145
.342325
.538081
314330
.482603
.107198
.111003
.643895
516640
.875670
.236317
.208889
370120

-0
0.

0
2
3.
0

-2

.189405
240677

.888178
.155479

154614

.693412
1.
-1.
-0.
-1.
-0.
-2.

066253
677262
573576
581590
923312
915500
443513

0.155062 -0.972791
-0.192828 0.182149
1.483666 -0.085379
0.598405 -3.623524
0.339778 -3.306250

-0.868576 -2.792555
.117947
.068193

1.

2
1
4
4
3.
4
4
5
4

785494
. 737469
.581306
.513145
.930561
379964
.911516
.030211
.289613
.553046

3
2
1.
0
0
-0
2.
4.

3.
-0

346690

.521898
.625161

.101242
997583
156207
131534
.293910
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I,

55
Energy: -4041.45330541
Cu 0.048503 0.035216 0.099921
Cl -0.051347 0.409166 2.198525
C 1.909998 0.021433 0.399439

.620362 .143606 0.615101

-1.925973 0.275149 -0.305288
-1.906500 1.614283 -1.011955
-2.475663 1.605400 -2.349453
-3.034549 2.621299 0.025034
-0.568582 2.211753 -0.843105
-3.069186 3.856098 -0.450865
-4.250386 2.099958 -0.013529
-2.601770 2.641160 1.271404

-1

-1

2

4.013277 .045520 0.624786
4.640697 0.185082 0.445075
3.883385 1.335674 0.253704
2.488661 1.267116 0.239604
2.124816 -2.105995 0.749509
4.604065 -1.947466 0.778351
5.727426 0.247800 0.469408
4.368285 2.302980 0.129595
1.883595 2.165103 0.116740
-0.534038 -3.230854 0.822818
0.551514 -3.691341 0.488026
-1.119962 -3.477886 2.211133
-1.294318 -2.526227 -0.070001
-0.804717 -2.298084 -1.407903

0.074381 -1.110000 -1.559661
0.741680 -0.335554 -2.261714
1.539048 0.594586 -2.940953
0.958321 1.732414 -3.544565
1.751865 2.642586 -4.206916
3.136677 2.439748 -4.270614
3.726983 1.321392 -3.667592
2.932694 0.405439 -3.009001

-2.107306 -2.001256 0.228180
-0.238935 -3.186004 -1.714802
-1.661845 -2.170311 -2.080278
-0.117527 1.881902 -3.466186
1.333376 3.527809 -4.679304
3.857436 3.363715 -4.928221
4.807377 1.182231 -3.716891
3.373935 -0.463457 -2.523040
-2.335299 -2.612508 2.533680
-1.520255 -4.957645 2.237336
-0.014720 -3.225769 3.236791
4.796266 3.126337 -4.909202
-0.373844 -3.488355 4.241418
0.868740 -3.833696 3.010340
0.282931 -2.167874 3.246194

mIIDoDoDoDoDDDIDToDoQOoaED@omnmonIDIZooooooooozooommmmIToarmEs 000 no

-1.906584 -5.220802 3.231775
-2.307645 -5.171246 1.500111
-0.657342 -5.598038 2.017044
-2.661291 -2.816089 3.562423
-2.106596 -1.538428 2.470848
-3.191644 -2.839015 1.881241
TS
55

Energy: -4041.42729126

Cu -0.324920 -0.527517 -0.856894
Cl 0.152997 -1.235208 -2.819552
C -1.801037 -1.689848 -0.932016

0 0.921219 0.982658 -0.919042

S 1.616818 1.817522 0.124521

0 2.538260 1.039021 0.963019

C 2.713287 2.816315 -0.953765

0 0.749638 2.769714 0.805246

F 3.455814 3.609225 -0.193873

F 3.509750 2.023083 -1.656034

F 1.992143 3.555296 -1.779419

C -1.740421 -2.959159 -0.385560
C -2.909189 -3.719746 -0.351251
C -4.096379 -3.211529 -0.869856
C -4.121351 -1.940514 -1.434649
C -2.962100 -1.166948 -1.476828
H -0.807402 -3.349716 0.016687
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-2.883810 -4.718038 0.084137
-5.003156 -3.813530 -0.843756
-5.043427 -1.543520 -1.856779
-2.980415 -0.173845 -1.926202
2.091618 -1.652885 1.296573
1.034494 -1.840178 0.662662
3.444560 -2.023613 0.735894
1.954408 -1.224280 2.570392
0.581934 -0.913876 2.936239
-0.217372 -0.596026 1.742779
-0.998282 -0.034555 0.925985
-2.192868 0.799321 0.967824
-2.279253 1.999995 0.252120
-3.458110 2.724960 0.243807
-4.576924 2.250533 0.931002
-4.504959 1.046802 1.631582
-3.317834 0.328504 1.649887
2.702466 -0.670466 2.970372
0.141640 -1.764423 3.477243
0.567039 -0.036682 3.596925
-1.402432 2.374593 -0.271958
-3.536061 3.666481 -0.295059
-5.704953 2.997430 0.875138
-5.381398 0.667446 2.159002
-3.268745 -0.631492 2.163568
3.519954 -1.599104 -0.730301

IIDoDoDoDoDD DD oo aoaD@DnomnmEmID IO 0=2z000mmim T

4.589555 -1.402261 1.530129
3.513944 -3.555987 0.836977
4.477684 -3.898096 0.437337
3.437001 -3.896016 1.879458
2.713522 -4.026497 0.252721
5.542004 -1.695338 1.070377
4.534541 -0.306178 1.515027
4.615487 -1.758370 2.570678
4.470083 -1.951806 -1.153480
2.699434 -2.025826 -1.320215
3.478298 -0.508301 -0.829424
-6.401838 2.565872 1.388872
TS,
55

Energy: -4041.44005227
Cu -0.006250 -0.727787 0.464551
Cl -0.388049 -1.176492 2.552863
C 1.695632 -1.670062 0.486758

0 -1.555595 0.516551 0.371612

S -1.534946 1.958910 -0.069315
0 -2.137663 2.138575 -1.395247
C -2.746955 2.658519 1.115222

0 -0.270510 2.636459 0.195517

F -2.912602 3.947649 0.864489

F -3.911784 2.035076 0.976317

F -2.311869 2.501002 2.350248

C 1.726082 -2.859865 -0.230267
C 2.651186 -3.836902 0.133015

C 3.538938 -3.604662 1.177777

C 3.505199 -2.395287 1.871839

C 2.580199 -1.417934 1.531446

H 1.028202 -3.029833 -1.047688
H 2.676898 -4.778160 -0.413066
H 4.265438 -4.367233 1.452633

H 4.191768 -2.215481 2.697077

H 2.543209 -0.474044 2.071571

C -2.196586 -1.517742 -1.256892
0 -1.308976 -2.212661 -0.742226
C -3.661253 -1.699093 -0.898396
N -1.870943 -0.613516 -2.218044
C -0.474472 -0.421097 -2.511993
C 0.443250 -0.243446 -1.358729
C 1.595072 -0.096479 -0.861421
C 2.834634 0.627936 -0.769243

C 2.787251 2.025633 -0.634731

C 3.959509 2.758886 -0.611057

C 5.189470 2.107562 -0.724649

C 5.243106 0.714764 -0.854181

C 4.072437 -0.020890 -0.865407
H -2.444358 0.225942 -2.282987
H -0.098438 -1.290676 -3.071725
H -0.381787 0.460509 -3.160097

H 1.818667 2.514438 -0.531344
H 3.948288 3.840718 -0.501374
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6.299304 2.872870 -0.699676
6.207630 0.213254 -0.942168
4.107932 -1.105576 -0.958250
-4.558941 -0.605725 -1.470678
-4.060372 -3.056766 -1.493167
-3.798056 -1.742321 0.624463
-5.111513 -3.266586 -1.253173
-3.954198 -3.062088 -2.587628
-3.441939 -3.861894 -1.078064
-4.828923 -2.018747 0.885437
-3.114756 -2.476957 1.065936
-3.574055 -0.765668 1.070864
-5.595449 -0.796932 -1.163166
-4.287299 0.391205 -1.095278
-4.544549 -0.589263 -2.569802
H 7.084907 2.313212 -0.780595

ja=iigaciiaciicsjie s ie siite i« i« s QO M@ M@ Ji= 1 = -l @}

I,

55
Energy: -4041.49158395
Cu 0.269137 -1.433125 -1.965263
Cl 0.924478 -3.492406 -2.418854
C 2.072514 0.397294 -0.713980
-0.134119 -1.723581 -0.150687
-1.651235 -1.677515 0.049405
-2.345310 -1.896639 -1.223476
-1.901411 -3.199718 1.044597
-2.084666 -0.560187 0.875178
-3.194310 -3.311605 1.312260
-1.498186 -4.253532 0.366919
.225449 -3.106039 2.175861
690145 -0.452848 -1.641607
793105 -1.219000 -1.272581
.299883 -1.127646 0.016361
711373 -0.257411 0.934578
607472 0.501386 0.574350
359217 -0.457264 -2.681647
.245033 -1.890892 -1.999270
157274 -1.730350 0.309739
.109901 -0.183000 1.944955
2.126950 1.157449 1.299104
-1.112002 -0.690884 -4.149314
0.039039 -1.055378 -3.786685
-1.707707 -1.374943 -5.364841
-1.829953 0.203161 -3.478670
-1.453536 0.832190 -2.213936
-0.125843 0.408688 -1.713968
0.819871 1.099115 -1.069253
0.639355 2.506688 —0.655142
-0.528930 2.922141 -0.001950
-0.697036 4.240960 0.389668
0.310085 5.172218 0.134956
1.488598 4.769979 -0.497210
1.650610 3.446751 -0.879066
-2.779763 0.362681 -3.790066
-1.422782 1.923468 -2.367805
-2.254946 0.613438 -1.492452

2

4

1
[

B0 NDN WS WN

-1.292552 2.183614 0.244872
-1.592739 4.569251 0.912471
0.094956 6.447907 0.533304
2.280523 5.496721 -0.685367
2.573839 3.132272 -1.365443
-2.888937 -0.619294 -5.965582
-0.615188 -1.562355 -6.417054
-2.165461 -2.747314 -4.840249
-2.591454 -3.325179 -5.671619
-1.323463 -3.308396 -4.412991
-2.932055 -2.642747 -4.059705
-1.024243 -2.130619 -7.262403
-0.251718 -0.598649 -6.799339
0.234599 -2.116510 -6.004416
-3.219567 -1.138865 -6.873615
-3.761562 -0.592392 -5.295715
-2.623681 0.408206 -6.251751
H 0.869769 6.986581 0.319805

IomoDoDoDDIDIDToDoQQErIDonmmEm Doz aoo0ooarmnonm Dm0 Q0 no

TSy
55

Energy: -4041.46368278
Cu -1.025355 1.182465 0.163160
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Cl -2.732114 2.134094 -0.853983

NONNREEFERFEOO

0.
1.
1.
-0
-0
0.
2.
2.
-2
-2
-4
-2

P NDWWwNDRE o

-0

IIDoDoDoDDIDIDToDoQQEDomnn DD IOz ao0ooammnmmTOOOQmEO0O00no0N
I O &> Ww

4.
-5.
-4.
-6.
-4.
-4.
-5.
-3.
-3.
-6.
-4.
-4.

.574781 1.9
.693846 2.0
.307992 1.5
.722337 3.9
.992602 1.7
.642104 4.2
.537514 4.3
.008322 4.5

764179 -1.
518730 -2.
446900 -2.
.764953 0.
.646544 0.
825944 -1.
172250 -3.
038720 -2.
.845810 -0.
.202775 -0.
.315482 -1.
.173498 -1.
.784798 -0.
.339800 -0.
.528413 -1.
.532442 -2.
.839387 -1.
. 773489 -2.
.414350 -3.
.112392 -3.
.178381 -3.

.698755 0.
.113343 -0.
.791030 -1.
.370896 -4.
.833970 -4.
.161131 -3.

964842 -0.

018075 -1.

384059 -2.

093253 -1.

888610 -0.

677103 -1.

435832 -3.

922774 -3.

879345 -2.

029608 -0.

499846 -0.

.614347 -1.277192 1.899888

60890 0.849054
91330 -0.173655
42892 -1.475863
07577 -0.418301
28481 0.371906
14140 -1.320750
14409 -0.846629
15149 0.721570

-0.135771 -0.404262 2.702332
-0.063321 -0.467038 4.083076

403133 4.698920
272947 3.918766
210999 2.533819
347131 2.234218
229223 4.682283
447136 5.784810
004492 4.390533
897231 1.931053
958275 -0.559542
626802 0.470870
303233 -0.469123
104828 -1.702036
659471 -1.720827
557686 -0.299763
264778 0.436838
032728 -0.355555
553261 -0.506434
286467 -1.219361
507922 -1.793088
990883 -1.652960
250313 -0.938755

-2.681112 -1.167873 -2.575427
-0.155961 -1.396744 -2.236043

298302 -2.253628

590483
926158
178810
948664
627713
427501
091683
780299
269188
061857
796101
075566
433384
945168
683812
586774

0.070861
1.352869
2.475919
2.095314
0.819660
0.601174
-1.808600
-0.056501
-1.681187
-2.168808
-2.582162
0.053732
-0.810321
0.904038
0.676586
1.580529

870401 0.636043 0.347710

H 4.002145 -5.002442 -2.824509

React
react

33
Energ

Cc -4.
-4.
4.
-2.
-2.

HImomomTmTOQOQOOOOOOOoQm Do m=z Qo0

ion 42
ant
y: =772.36

4114804

052724 -0.355889 0.241834
640430 -0.806085 -0.731683
814648 0.128100 1.479848
694788 -0.269410 0.257504
186548 0.097723 1.049001

.937581 -0.718908 -0.898942
.512993 -0.537324 -0.675985
.173489 -1.775209 -1.103096
.270764 -0.166625 -1.791680

.665438 -0.371537 -0.454513
.053271 -0.181086 -0.205415
.028473 -0.498595 -1.161771
.376687 -0.304078 -0.895726
.777995 0.212813 0.333868
.830670 0.536080 1.299728
.491542 0.335797 1.017957
.702166 -0.901631 -2.118511
.118204 -0.556589 -1.650655
.834316 0.366463 0.545357
.109143 0.941331 2.269562
.581485 0.645824 1.943993
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Energ

-1
-2
-2
-1

I O WP OO |1 Wk POk wNhNhE OO

w

ja=fiyaciiaciifesiie e siite siifaciifasjie e s« e i« s O OO NO NO MO NONQN@ NN =ii« i« == Jilc === R« - =i =c = J=: = O NONONONO NN NN - o N NoNoNONONONO N N N oo e N e
| I R B I |
g w NN

-0.

-2.

.924022
.763400
.628194
.547934
.239068
.335730
.269347
.260832
.972287
.405443
.206648
.398395

0.
1.
-1
0.
-0
1.
-0
-1
-1
1.
2.
0.

658597 2.598797
233420 1.012449
.061577 1.992878
982521 3.442804
.111118 2.983670
532088 2.281513
.748614 2.828912
.466174 1.194701
.867402 2.351891
556944 1.843770
110485 0.652940
873357 0.195043

y: —-4372.98735728

Cu 0.604790 -0.025291 -0.497843
Cl 1.317834 -0.751257 -2.449552
C 1.821791 1.440996 -0.649471

739918
.753170
.826963
.559415
.187386
.481805
.149884
.673488

.254025
.068281
.398233
.929029
.138562
-1.055623 2.752332 2.372898
-0.086576 3.433229 2.684922
-2.415942 3.395938 2.098035
-0.957784 1.395150 2.216513
.254398 0.717639 2.590383

.979955
.850178
.863747
.561192
.542051
.855402
.191392
.203304
.218578
.639507
.024917
.965299
.544452
1.768191 0.836400 1.960376
.926086 1.494271 2.983161

.051472
.313137
.260461
.630085
.224074
.435452

.569152
.668824
.294341
.279914
.532325
.604952
132916
.126269
.135089
.688899
.497877
.594779
.483523
.553902
.796537
.115442
.482963
.663116
.511068
.468273
.234517
.484391
.096890

-1
-1

-0.
-3.

-1

-3.
-3.
-4.

2.6
3.7
3.6
2.4
1.3

-0.
-0.
-1.
-3.
-3.
-3.
-2.
-1.
2.6
4.6
4.5
2.4
0.4

-0.
-3.
-4.
-4.
-1.
-0.

2.

4
4
1
0.
1
0
1

1.

-0.242782 -1.594911

1.
1.
2.
0.

-0.314152 -3.071018
-1.144517 -2.324130

1
2
1
4
4
3

.511413 -0.328305

.702119 0.767251
698013 0.728847
251467 0.207052
.994710 2.078242
603516 1.088403

222757 0.087861
05301 -0.169398
36951 -0.079918
82578 -0.475190
92877 -0.963558
45839 -1.054947

022676 1.531168
838250 1.193580
721542 0.766243
047281 0.412628
919785 -0.023430
471081 -0.100569
163481 0.254856
294058 0.682037
59719 0.152330
50040 0.330403
69679 -0.403443
45933 -1.296014
23376 -1.462738

015838 3.383809
466074 0.495307
933321 -0.296164
154240 -0.443552

828634 0.194739
266959 0.958376
399950 2.052796
.426406 3.197995
.107545 0.746072
.398315 -1.250999

850749 -1.690126

.433965 -0.809259
.827055 -1.596876
.192988 -1.001243
-0.176314 -2.703349

112199 -2.746817

128717 -1.167733
082702 0.221710

529979 -0.812290
132086 -3.520604

.838993 2.993804
.946014 1.899262
.684945 1.225670
.629020 0.513707
.849247 0.771191

.390286 -0.062057

053154 -0.971379
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H -3.593982 4.979167 2.982987
H -2.783844 3.943393 4.178506
H -1.838211 5.137187 3.265341

I

54
Energy: -4065.46562022
Cu 0.021551 0.110914 -0.021193
Cl -0.005641 0.273333 2.108827
C 1.880806 0.094130 0.324121

-1.969651 0.365811 -0.317241
-1.961533 1.769180 -0.890904
-2.761327 1.952934 -2.083328

0

1

1
-2.792910 2.751991 0.418074
-0.554518 2.231330 -0.888245
-2.848822 4.017413 0.033162
-4.020561 2.291342 0.597604
-2.122651 2.669330 1.552997
.596234 -1.083597 0.428702

-0 0

2

3.988768 .980208 0.423400
4.608831 0.265419 0.348508
3.845406 1.425791 0.277783
2.451046 1.353208 0.283391
2.103861 -2.055319 0.491654
4.584823 -1.889382 0.487221
5.695425 0.330968 0.363025
4.325649 2.402133 0.235879
1.840038 2.254585 0.263286
-0.511907 -3.231066 0.710985
0.549550 -3.638559 0.251984
-0.960288 -3.570324 2.130118
-1.371049 -2.513526 -0.074625
-1.023758 -2.250885 -1.449881
-0.076183 -1.134909 -1.663170
.649100 -0.359166 -2.285779
.511597 0.539350 -2.952914
.981904 1.606973 -3.694059
.802233 2.511085 -4.345239
.180687 2.350840 -4.256674
.736176 1.296244 -3.530953
.907644 0.393850 -2.886337
-2.154514 -2.009060 0.321332
-0.573774 -3.158535 -1.871367
-1.940930 -2.018077 -2.003659
-0.329084 1.733282 -3.786687
1.348365 3.323392 -4.906656
3.830870 3.061011 -4.764274
4.815951 1.183336 -3.465893
3.317157 -0.429140 -2.302422
-2.176036 -2.776456 2.600111
0.221024 -3.329027 3.069693
-0.038525 -3.659966 4.084713
1.101525 -3.888987 2.733833
0.482781 -2.262750 3.113570

DIImIoDIoDToDTDTQDDIDOQOQEDDDoDg9oDoDDoaoaoooaoaooaozooQamomommmoaaaQrssgOo Qo no
NWWwkR OoRr o

-1.302666 -5.065101 2.108585
-1.593792 -5.393832 3.115828
-2.141370 -5.272644 1.428479
-0.438872 -5.657631 1.783382
-2.401371 -3.040540 3.641930
-1.998263 -1.691940 2.568817
-3.075811 -3.011352 2.012525
TS
54

Energy: -4065.45021627
Cu 0.589750 0.505562 -0.650724
Cl 0.250234 1.147254 -2.662732
C 2.186576 1.507623 -0.724468
-1.193829 -0.341015 -0.439589
-1.685608 -1.669063 0.082885
-2.600279 -1.502240 1.220422
-2.764765 -2.169315 -1.310617
-0.657182 -2.691973 0.196417
.352675 -3.321609 -1.029179
-3.696984 -1.243004 -1.506528
-2.044092 -2.300589 -2.409910
2.169701 2.783566 -0.186487
3.356936 3.515618 -0.188058
4.519658 2.976366 -0.727719
4.499878 1.700278 -1.279115

O QEEmO OO0 no
I
w
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1
3
4.
3
2
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TS,

54
Energ

Cl 0.221546 1.

-2.
-4.
-3.
-3.
-3.
-2.
-5.
-4.
-4.
-3.
-1.
-2.

.300851

407957

.987217
.482412
658435 2.499925
183080 1.496096
108803 3.718602
976160 4.216224
288593 3.635898
226244 4.350396
021721 1.969718
069399 0.478462
460170 1.436458
503122 3.031975
745255 3.078141
547636 1.528039

1
3
4
3
1

.321766 0.953988 -1.291311
.259445 3.204802 0.233335
.362718 4.518377 0.237283
.440791 3.556500 -0.728584
.401096 1.277217 -1.720653
299535 -0.027289 -1.759128
.717766 1.746898 1.380702
.549534 2.058193 1.076950
.927885 2.336245 0.691405
.871994 0.942557 2.460853
.593410 0.555470 3.041572
.409609 0.440398 1.976961
.137484 -0.140913 1.116934
.039758 -1.274955 1.174987
.312623 -2.023451 0.029336
.144757 -3.124883 0.033346
.747972 -3.498712 1.228992
.510378 -2.771766 2.393360
.662662 -1.674441 2.364517
-2.587771 0.217307 2.393725
-0.298316 1.291082 3.802494

-0.696670 -0.429791 3.517875
.739187

.656891 -1.127839

.672737
.363389
.062024
.093553

y: —-4065.45108932
Cu -0.190889 0.777087 0.427433

1
3
3

0.

1
0
2
1
0
0
1

0.892218
.249006
.326888
.268176
0.801926
913315
.341356
.887607
.422164
.178502
.386835
.517609
.975252
1.259569
0.989091
1.297182

459332 2.443239

C -1.935787 1.606404 0.458200
.450472 -0.306112 0.415671
.353922 -1.810407 0.253663
.819042 -2.235325 -1.069069
.664669 -2.323832 1.429247
.106528 -2.357363 0.770771
.784323 -3.642079 1.402556
.823068 -1.775822 1.075997
.354063 -1.933100 2.650113

.119517 2.685311 -0.395731
.126990 3.602759 -0.104888
.941893 3.417810 1.006766
.754143 2.314939 1.838365
.746267 1.395539 1.568679
.479315 2.820014 -1.265273
.274952 4.459488 -0.759734
.731491 4.134001 1.226555
.383098 2.173110 2.715445
.587101 0.537925 2.219187
.972578 1.550016 -1.378809
.030290 2.231519 -0.954033
.415183 1.867342 -1.025954
.726457 0.535390 -2.253282
348976 0.238328 -2.543241
.571438 0.125603 -1.389976
.689849 -0.090809 -0.860591
.818571 -0.976675 -0.758905
.601489 -2.300201 -1.178469
.610306 -3.247242 -1.154219
.877826 -2.869405 -0.729860
.133240 -1.552182 -0.351525
.113145 -0.614100 -0.366930

-4

2.341443 -0.274005 -2.217080
-0.061646 1.018120 -3.201933
0.308246 -0.720112 -3.078734
-1.413620 -2.644411 -1.654985

HEmEmTOOQOQOoOooooozaooommITED T 000 no
I
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H -3.383182 -4.260235 -1.476027
H -5.676510 -3.608122 -0.707230
H -6.133068 -1.255824 -0.043223
H -4.309821 0.415492 -0.079325
C 4.390200 0.770819 -1.444556
C 3.741042 3.160804 -1.786552
C 3.520437 2.113533 0.479223
H 4.771722 3.467437 -1.562469
H 3.657040 3.019085 -2.873710
H 3.065077 3.970813 -1.486456
H 4.531764 2.471852 0.715890
H 2.795240 2.865201 0.811467
H 3.332638 1.193280 1.045955
H 5.407634 1.068668 -1.158866
H 4.180041 -0.182946 -0.940265
H 4.393992 0.609751 -2.531941
I,

54

Energy: -4065.50973534

Cu 0.272145 -1.382474 -1.943615
Cl 0.980046 -3.420557 -2.406786
C 2.029085 0.436503 -0.655918
-0.156205 -1.697773 -0.140730
-1.679278 -1.784866 0.015168
-2.315386 -1.891606 -1.303515
-1.847673 -3.439390 0.792921
-2.210723 -0.819248 0.959506
-3.135808 -3.665433 1.009109
-1.365280 -4.367489 -0.005477

-1.200388 -3.455171 1.944875
2.673802 -0.390600 -1.585160
3.765465 -1.166552 -1.200931
4.231887 -1.107163 0.104435
3.615050 -0.259506 1.025699
2.522983 0.508537 0.650659
2.371827 -0.371239 -2.633917
4.238482 -1.821876 -1.929230
5.079567 -1.717684 0.409407
3.981995 -0.210675 2.049445
2.020859 1.146523 1.376988

-1.137494 -0.675011 -4.105175
0.035913 -0.990152 -3.764640
-1.737068 -1.392643 -5.298766
-1.869106 0.201843 -3.427461
-1.479901 0.862256 -2.185700
-0.151984 0.449290 -1.680190
0.786329 1.147152 -1.036195
0.656374 2.574437 -0.669132
-0.484128 3.093133 -0.053294
-0.592355 4.425359 0.314640
0.473897 5.281172 0.069738
1.635386 4.796231 -0.528544
1.723282 3.457562 -0.882540
-2.835131 0.314984 -3.707658
-1.449338 1.948135 -2.374058
-2.267250 0.673737 -1.442107
-1.511898 2.280384 0.215996
-1.505835 4.761596 0.799320
0.399486 6.328562 0.355461
2.474947 5.462616 -0.714555
2.631950 3.067829 -1.340523
-2.965564 -0.690879 -5.869518
-0.666923 -1.538804 -6.380271
-2.122788 -2.780310 -4.756951
-2.558155 -3.373791 -5.572328
-1.244862 -3.309191 -4.362468
-2.860660 -2.703444 -3.946322
-1.073513 -2.131251 -7.210080
-0.357831 -0.562794 -6.778935
0.217863 -2.051609 -5.988248
-3.298024 -1.228458 -6.766314
-3.819621 -0.698875 -5.175675
-2.752970 0.345767 -6.166546

jasiiyaciiecjiie s« e i i« i« @ NN @ @ Ji = fiy == == = s HLL5 i« i« s« s O HO N O NONONO NO NO N - o Ol @i == i« -l s O NONO NN N N N No Mo Ne N SN e}

TSy

54
Energy: -4065.48310393

Cu 0.421206 0.333216 0.686174
Cl 1.611478 1.701524 1.932710
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React
react

33
Energ

Cc -4.
-4.
-4.
-2.
-2.

oomEEmIEZToDmOOOO0ommaaQm=z00
NS OB NN DNDNDO

-0.
-0.

-3.
-3.
-4.

-5.
4.
1.204691 0.440189 -3.316483

-1.259279 -0.419203 -2.777402
0.110423 -1.309858 -2.064546
-1.
4.
-6.
-6.

-2.078731 0.
.786387
.902193
.342199
.279796
.649853
.363633
.524915

955538

.490923
.478698
.063572
.662429
.662389
.789451
.784506
.045149
.322491
.369987

888125 1.143132

-1.589101 0.794836

-1.939771
-0.745011
-2.324537
-3.144960
-2.616628
-1.281695
-3.363657

2.221469
.904323
.259874
.931037
.243834
.724213
.948375
.802660
.430317

OoONWNhOoOOoNDN

0

0.

1
1
1
2
3
3.
2
0
2
4
4

0.164286
0.904922
.980402
0.938320
275498
.750930
.733293
.195616
.404752
.568463
525158
.314863
.275344
.439502
.511444
.428950

-0.806842 2.275601

0.698133 1.725266 -1.818849
-0.037233 1.776731 -0.780244
1.711590 2.804406 -2.093456
0.526755 0.674270 -2.601488
393675 -0.336159 -2.102637
846567 0.128553 -0.757238

.041210 0.121252 -0.142535

206844
103742
207690
.477910
623341
503065

888814
048464
353473
615317
.616487

.870407
.274660
.038712
. 796630
.944239
.379886
.033345
.314994
.180799
.574251
.290721
.919987

ion 43

ant

y: -772.

053955
631122
824497
699134
205570
.930268
.503397
.236022
.188020

.682594
.080600
.700897
.061416
.824694
.195568
.842680
.101982
.537741
.891323
.920639
.388125
-3.953312 0.003992 2.753909
-5.866211 1.016381 1.510948

-0.679098
-1.931599
-2.684502
-2.188675
-0.958472
-0.225027

-0.536630
-1.149281
-1.510893
-1.245266
-0.606984
-0.246487

-2.453696 -1.367030
-3.654543 -1.975506
-2.772028 -1.522412
-0.572862 -0.381501
0.727019 0.270393

3.029394 -
4.094284 -
2.316872 -
3.092422 -
2.152320 -
1.379304 -
4.866187 -
4.460019 -
3.946012 -
3.855581 -
2.155779 -
3.298335 -

364205134

3.
1.
1.
1.
0.
1.
1.
1.
0.
3.
4.
4.

596463
400547
483183
657610
400924
939709
581488
790181
318307
756589
114563
076797

0.005226 0.186397
-0.025410 -0.891156
-0.103286 1.506432
0.122032 0.249793
0.173297 1.128886
0.218084 -0.981154
0.162579 -0.708065
-0.599096 -1.651536
1.147820 -1.512810
0.118792 -0.467024
0.054994 -0.188386
-1.182154 0.039292
-1.240333 0.311315
-0.078029 0.360952
1.136706 0.132917
1.229573 -0.139398
-2.089294 -0.002339
-2.202924 0.486669
-0.095178 0.570935
2.257359 0.178653
2.201811 -0.312726
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-5.531513 -1.460300 1.491003
-4.583309 -0.074882 3.650206
-3.211403 -0.805985 2.812756
-3.431516 0.970524 2.812487
.172494 -1.562795 2.377908
-6.152698 -1.558784 0.593411
-4.806662 -2.286820 1.498830
-6.515201 0.924969 2.393156
-5.388170 2.005727 1.543067
-6.486469 0.966517 0.609030

DT m O m m m m T Q
I
o

-
a

68
Energy: -4372.98953996

Cu 0.712401 0.077551 -0.533063
Cl 1.349001 -0.470164 -2.547512
C 1.934263 1.526350 -0.736578
-0.566342 -1.478640 -0.393069
-1.392575 -1.899515 0.794012
-2.094918 -0.788884 1.442527
-2.723757 -2.839100 -0.047835
-0.733190 -2.874689 1.653980
-3.581951 -3.295023 0.847860
-3.382527 -2.039188 -0.894650
-2.218255 -3.850180 -0.730379
1.352082 2.752972 -0.483799
2.201841 3.857665 -0.363899
3.572614 3.719061 -0.528570
4.116182 2.469040 -0.815151
3.292393 1.350795 -0.928462
-1.050188 2.987145 2.128281
-0.178820 3.849275 2.083533
-2.530082 3.370795 2.070993
-0.748420 1.663194 2.262365
618327 1.253599 2.425232
.106692 0.204831 1.508501
813774 -0.771682 1.229706
704451 -1.813897 0.861292
.230990 -3.104797 0.580514
.154450 -4.067217 0.222298
515560 -3.800714 0.144657
.975220 -2.520528 0.438822
.079763 -1.522133 0.792202
.283388 2.880445 -0.336870
759116 4.819537 -0.111216
.222680 4.587372 -0.438395
.188402 2.354917 -0.968905
.705956 0.377428 -1.184641
1.452507 0.936192 2.155429
.232935 2.156804 2.289614
799310 0.880847 3.446278
.171536 -3.340240 0.655301
.731455 -5.299053 -0.052212
.193935 -4.601032 -0.141611
040067 -2.304823 0.388340
422906 -0.516837 1.028772

IO NP ORI WP OB S _WNDNDERFEO

0
1
3.487540 2.192676 2.208935
-2.768128 4.359252 3.215561
-2.759088 4.074681 0.732049
-3.293379 1.136781 -1.025230
-4.510651 0.723702 -1.664055
-5.566010 0.688844 -0.591082
-2.095010 0.878992 -1.534572
-1.126804 1.215688 -0.866683
-2.006080 0.217520 -2.871211

-4.751707 1.444423 -2.458681
-4.379029 -0.265952 -2.117088
-6.532357 0.392759 -1.014881
-5.283927 -0.034345 0.184313
-5.675162 1.674575 -0.122997
-2.738647 0.624063 -3.577066
-0.994049 0.330356 -3.264860
-2.198491 -0.856729 -2.752048

ja=iiyaciyaciiesiie e site e cjifas e i« s« i« i« s« e« O MO NGO NO NO O N I QN @ I =i == == il Ji= - = =i == e = Jl= s = i« i s vl O N O N O NONONONONO N N-No NN NN NN NN M N No o O R SN e}

-3.349291 1.658335 3.159739
-4.521710 2.566189 2.195193
-3.382814 1.475581 1.384283
-3.799259 4.426285 0.666300
-2.090451 4.938256 0.630808
-2.577569 3.388180 -0.105486
-3.800112 4.735438 3.174997
-2.623169 3.877495 4.193069
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H -2.078946 5.208445 3.146330
I;

54
Energy: -4065.46776292
Cu -0.009263 0.126098 -0.001153
Cl 0.009855 0.317207 2.121755
C 1.855547 0.199909 0.311753

-2.031674 0.313744 -0.282734
-2.049142 1.692779 -0.902441
-2.713326 1.787956 -2.188214
-3.061848 2.656821 0.284215

0

1

1

2
-0.680820 2.248418 -0.792715
-3.107122 3.917980 -0.111945
-4.287362 2.159317 0.318356
-2.525590 2.591647 1.489029
2.617641 -0.945366 0.426200
4.001479 -0.789868 0.325206
4.563702 0.472108 0.148266
3.752494 1.599705 0.075183
2.365833 1.477823 0.181858
2.166620 -1.929210 0.562105
4.636859 -1.671728 0.392837
5.645216 0.578300 0.083926
4.189846 2.589500 -0.045952
1.717674 2.352693 0.159998
-0.441819 -3.202393 0.696060
0.622462 -3.538717 0.188781
-0.809267 -3.575955 2.129815
-1.377000 -2.537480 -0.048025
-1.094604 -2.232033 -1.430215
-0.127385 -1.136100 -1.645180
0.596729 -0.330437 -2.227378
1.533778 0.523152 -2.871303
1.157081 1.810919 -3.278523
2.114721 2.605434 -3.880204
3.415204 2.166343 -4.092622
3.772422 0.882250 -3.693011
2.839920 0.055615 -3.083290
-2.162305 -2.070067 0.387294
-0.686594 -3.129391 -1.912852
-2.034039 -1.958983 -1.924213
0.151283 2.185433 -3.102582
1.784242 3.835079 -4.270537
4.126078 2.836982 -4.569891
4.788541 0.529560 -3.855646
3.107191 -0.944896 -2.750146
-2.029074 -2.832025 2.666565
-1.098046 -5.081944 2.103117
0.404416 -3.302943 3.017536
0.202098 -3.650000 4.040088
1.287203 -3.830658 2.638177
0.632360 -2.228863 3.059791

mIImoDIoDoDoDDDDoQQDDI@DIMgDoDoDDooooooooaozooQamonmnmm oo QO0no

-1.329978 -5.433681 3.117921
-1.958902 -5.311997 1.458999
-0.229020 -5.638339 1.730973
-2.193996 -3.113555 3.715060
-1.892202 -1.741373 2.638389
-2.947463 -3.094548 2.121004
TS
54

Energy: -4065.44588888

Cu 0.006469 -0.004032 0.003842

Cl 0.001077 0.018301 2.139310

C -0.796223 1.690908 0.112888
0.409525 -1.927965 -0.160939
.208672 -2.809741 -1.082167
.639459 -2.821250 -0.771329
.572712 -4.454223 -0.580656
.856532 -2.680968 -2.497291
.176203 -5.387787 -1.300921
.809376 -4.669118 0.700610
-0.733131 -4.508874 -0.804027
-0.040024 2.841921 -0.015794
-0.708259 4.065672 -0.055027
-2.095298 4.116266 0.050634
2.
1.

or oo N

-2.825786 942249 0.202820
-2.174691 709779 0.242890
H 1.043727 2.793408 -0.099494

om0 00 no
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-0.133130 4.983713 -0.168739
-2.607874 5.076325 0.025193
-3.909694 2.976446 0.302052
-2.742906 0.789048 0.375362
3.241489 0.090075 -0.960140
2.218747 0.743847 -0.667719
4.336225 -0.176810 0.047793
3.371483 -0.263657 -2.252734
2.276816 0.138762 -3.120908
1.045983 0.323127 -2.338453
-0.141425 0.179228 -1.949348
-1.466980 -0.019103 -2.527850
-2.039785 -1.291261 -2.584393
-3.312270 -1.409583 -3.118425
-4.032484 -0.319800 -3.583814
-3.449236 0.940442 -3.509000
-2.174223 1.100305 -2.980195
3.957986 -1.049590 -2.506183
2.543819 1.059781 -3.659326
2.073485 -0.661747 -3.845255
-1.500423 -2.173595 -2.248916
-3.865225 -2.621224 -3.188314
-5.028579 -0.473192 -3.991468
-3.997760 1.810359 -3.864798

-1.722717 2.087955 -2.897593
3.704853 -0.636452 1.362277
5.351157 -1.202056 -0.448359
5.030250 1.180043 0.250062
5.836549 1.061824 0.985839
5.474910 1.550541 -0.684668
4.327460 1.932447 0.628156
6.115606 -1.346642 0.325657
4.877395 -2.173466 -0.636623
5.876200 -0.860774 -1.353169
4.497479 -0.762823 2.111933
2.982955 0.096790 1.742209
3.184894 -1.593828 1.235735
TSa:"
54

En

ergy: -4065.45739144

Cu -0.034708 -0.743203 -0.518114

C
C

=l =il o -l o NoNoNo N NONONONO - Mool l:-l:-Ho N NONONO N NN NolNeoNe N/  Ne]

1 0.338285 -1.104707 -2.620801
-1.829979 -1.475625 -0.663724
1.682605 0.204573 -0.320619
1.882944 1.633480 0.126597
2.574697 1.705968 1.417466
3.116181 2.169834 -1.119531
0.704525 2.471684 -0.063353
3.497677 3.409347 -0.856672
4.171883 1.366630 -1.063116
2.586516 2.115165 -2.325795
-2.034027 -2.693044 -0.028906
-3.094624 -3.493645 -0.450977
-3.936226 -3.061276 -1.469624
-3.720356 -1.827165 -2.081841
-2.660719 -1.023530 -1.683601
-1.370801 -3.018589 0.769023
-3.260759 -4.455920 0.030033
-4.768306 -3.686270 -1.788601
-4.371080 -1.490825 -2.886813
-2.482287 -0.061400 -2.159980
1.955977 -1.918823 1.244997
0.969280 -2.446901 0.711891
3.366162 -2.313628 0.862653
1.792077 -0.986723 2.217176
0.463148 -0.493304 2.523273
-0.435313 -0.308496 1.350317
-1.535410 -0.014852 0.815463

-2.704195 0.835796 0.732307
-2.505139 2.201118 0.505337
-3.621829 3.021285 0.481832
-4.904277 2.531298 0.677704
-5.080334 1.167378 0.898331
-3.988492 0.311727 0.917018
2.530365 -0.292560 2.312384

-0.238388 -1.389799 3.541532
0.608363 0.512540 2.948018

-1.504974 2.604679 0.347427
-3.458905 4.325147 0.266968
-5.744293 3.221333 0.651517
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-6.082331 0.772567 1.051820
-4.115181 -0.759017 1.069343
.458834 -1.442134 1.467851
.467048 -3.338313 1.262799
.495763 -2.387264 -0.657865
.441045 -1.819188 1.158754
.384542 -0.404361 1.110055
.441711 -1.439526 2.565733
.457348 -2.842821 -0.924703
.689765 -2.979219 -1.103692
.453803 -1.381351 -1.094249
-1.229219 -0.995137 3.794905
-0.352162 -2.401203 3.135896
H 0.367528 -1.445469 4.452664

oD m m T Q) m QT
WN BB D UW W

I,

54

Energy: -4065.51056457

Cu 0.266149 -1.432783 -1.966224

Cl 0.921632 -3.484137 -2.440292

C 2.063484 0.394486 -0.693062
-0.123045 -1.743101 -0.153975
-1.640236 -1.696940 0.053938
-2.338372 -1.907776 -1.218164
-1.886061 -3.224829 1.041953
-2.067158 -0.582378 0.886430
-3.177658 -3.338487 1.313020
-1.484178 -4.273886 0.356295
.205773 -3.136199 2.170677
.687082 -0.448866 -1.622670
.790100 -1.214133 -1.252354
.290384 -1.128215 0.039589
.695688 -0.264285 0.959616
.591373 0.493487 0.598320
.360802 -0.448819 -2.664230
.247601 -1.880671 -1.980443
.148000 -1.730111 0.333778
.089659 -0.193639 1.971959
2.106366 1.144114 1.325111
-1.114531 -0.674809 -4.141573
0.039744 -1.033690 -3.781255
-1.705607 -1.352265 -5.362598
-1.838573 0.207418 -3.462376
-1.463726 0.830961 -2.195090
-0.136195 0.404445 -1.695547
0.809421 1.092419 -1.050423
0.630908 2.503503 -0.636041
-0.535595 2.899763 0.024666
-0.672259 4.226330 0.402656
0.308991 5.171895 0.150451
1.473852 4.764536 -0.493912
1.641736 3.440527 -0.879669
-2.788901 0.365633 -3.773175
-1.438163 1.922989 -2.343521
-2.262454 0.605391 -1.472829
-1.306754 2.178624 0.294129
-1.783398 4.602653 1.038504
0.154333 6.199817 0.469219
2.258687 5.491478 -0.693918
2.556009 3.120910 -1.377782
-2.887551 -0.595134 -5.960155
-0.610824 -1.530889 -6.413955
-2.161383 -2.728969 -4.847041
-2.587160 -3.301078 -5.682427
-1.318537 -3.292483 -4.424740
-2.927688 -2.631167 -4.065303
-1.017584 -2.094663 -7.263335
-0.248671 -0.564207 -6.789783
0.239399 -2.086169 -6.003704
-3.214771 -1.108903 -6.872659
-3.761877 -0.575536 -5.292257
-2.624415 0.435071 -6.238292

1
[

BT DN WD WN
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TS

54
Energy: -4065.48275221
Cu -0.781326 1.308545 0.247811
Cl -2.269255 2.675069 -0.625989
C 0.342262 -1.598607 1.712252
0 0.951156 1.664520 0.947112
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.054739 1.646054 -0.102095
.527393 1.353592 -1.436879
.506105 3.422076 -0.147815

.462067 3.608783 -1.044506
.444201 4.137241 -0.484113
.937933 3.810062 1.040698
-0.184841 -0.664776 2.617242
-0.097898 -0.870317 3.983182
0.520657 -2.014602 4.481177
1.052509 -2.948708 3.598410
0.966561 -2.743934 2.228257
-0.645657 0.244022 2.242242
-0.503852 -0.124676 4.663694
0.594804 -2.171990 5.555667
1.542531 -3.843464 3.977716
1.383620 -3.482881 1.546778
-3.020123 -0.341295 -0.567438
-2.295402 -0.237726 0.458415
-4.525845 -0.383612 -0.439845
-2.420866 -0.523325 -1.743865
-0.970318 -0.378482 -1.781601
-0.486759 -0.489235 -0.374327
.227026 -1.428388 0.261556
.013250 -2.333947 -0.630940
.379954 -2.121725 -0.810145
.077465 -3.004764 -1.619973
.465875 -4.078856 -2.250644
.102049 -4.275523 -2.063194
.372209 -3.406831 -1.257928
-2.950754 -0.411742 -2.599074
-0.522932 -1.189311 -2.371893
-0.694304 0.579628 -2.244407
2.891666 -1.279079 -0.342832
4.382766 -2.817152 -1.803012
3.063244 -4.738744 -2.8750098
0.607345 -5.116886 -2.544779
-0.695718 -3.560589 -1.098044
-4.949857 0.523035 0.714774
-5.204576 0.067070 -1.731539
-4.887407 -1.842591 -0.126890
-6.289654 0.100213 -1.573051
-4.877871 1.074313 -2.024274
-5.034150 -0.630540 -2.565284
-5.974302 -1.923801 0.005424
-4.591025 -2.517415 -0.941934
-4.403369 -2.179238 0.798772
-6.042496 0.488897 0.814393
-4.505520 0.194648 1.661098
-4.639300 1.560086 0.534247

NE WwNDE N

1
1
3
.237007 0.927695 0.347289
3
4
3

O NWNEFEO

Reaction 44

reactant

33

Energy: -772.364715130

C

"N oNeNeN= -l NoNoNoNoNONONoN-=l:NoNoN:l-eoNe)]

-4.053508 0.000947 0.186410
-4.632391 -0.015432 -0.890710
-4.825264 -0.096064 1.506758
-2.697055 0.091364 0.248839
-2.200779 0.124136 1.127277
-1.926138 0.171389 -0.982526
-0.499404 0.126758 -0.707647
-2.227031 -0.655991 -1.642807
.189107 1.092252 -1.526695
.687006 0.089948 -0.465698
.084917 0.039815 -0.186234
.723894 -1.191573 0.022218
.082304 -1.247734 0.295827
.799310 -0.062015 0.358609
.200818 1.172925 0.156983
.841588 1.218903 -0.114919
.138670 -2.107261 -0.034568
.596011 -2.191766 0.460184
.106612 -0.110828 0.621350
.804986 2.074957 0.215485
.347999 2.175008 -0.277476
-3.951765 -0.006300 2.753979
-5.847022 1.041796 1.513828
-5.556193 -1.440313 1.489417
-4.582707 -0.074125 3.650543

I
N

NSO DNNDS S DNDNO
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-3.225221 -0.830180 2.811858
-3.411643 0.950070 2.812835
-6.198290 -1.533288 2.376587
.179608 -1.526078 0.592053
-4.846016 -2.279522 1.495066
-6.497695 0.959993 2.395766
-5.351442 2.022405 1.548182
-6.467840 1.005008 0.611670

DT m m mm m T
I
o

-
a

68
Energy: -4372.99252678
Cu 0.707603 0.088787 -0.524154
Cl 1.348355 -0.492432 -2.532385
C 1.927673 1.541250 -0.700189
-0.574705 -1.467371 -0.385623
-1.410226 -1.895807 0.790929
-2.121967 -0.791839 1.440270
-2.731750 -2.834631 -0.066788
-0.757319 -2.875363 1.651943
-3.597092 -3.296396 0.819183
-3.384341 -2.034203 -0.917091
-2.217545 -3.843117 -0.748024
1.353765 2.763735 -0.410217
2.202221 3.871259 -0.313993
3.566364 3.739714 -0.532469
4.102787 2.494189 -0.849465
3.279340 1.373192 -0.940146
-1.047132 2.978070 2.171444
-0.165520 3.830969 2.175671
-2.521048 3.379904 2.085058
-0.763360 1.646866 2.261610
.592173 1.211098 2.447233
.095656 0.197036 1.496070
.826281 -0.774145 1.244131
.713502 -1.809888 0.877016
.244116 -3.113176 0.622869
.136103 -4.102532 0.252121
.484857 -3.785882 0.146430
.980456 -2.512324 0.403215
.088299 -1.519880 0.764591
.291485 2.885560 -0.218091
.765732 4.829375 -0.036996
.216532 4.609581 -0.459232
.168711 2.385753 -1.045593
.686912 0.404863 -1.223447
1.477290 0.932965 2.135092
.221143 2.110920 2.368748
.735818 0.793279 3.456401
.181230 -3.320984 0.730536
.809233 -5.117658 0.042837
.339142 -4.738720 -0.206849
.047260 -2.325868 0.312797

IO DO T WP OB S WNNDERFEO

.437554 -0.510352 0.974729
3.494595 2.212601 2.202891
-2.773537 4.373462 3.221499
-2.712121 4.083238 0.739499
-3.291090 1.145389 -1.038760
-4.505849 0.734998 -1.683411
-5.565854 0.696479 -0.615108
-2.090962 0.894157 -1.548766
-1.124514 1.234652 -0.881047
-1.998245 0.233373 -2.885543

-4.743912 1.458495 -2.476483
-4.373049 -0.252968 -2.139867
-6.530486 0.402380 -1.044211
-5.287650 -0.029586 0.158938
-5.676825 1.680410 -0.143790
-2.724358 0.645156 -3.595169
-0.982902 0.340336 -3.272488
-2.198382 -0.839754 -2.768605
-3.377761 1.673452 3.153889

DIIDIoDIoDoDD DD oDoDoDoD DD DD Do 0o0Q QDo DNED DD oD oDoDDITDOoOooooa0zo0o0000000mMmgmOo0Oono

3
-4.523930 2.598318 2.173068
-3.385519 1.496658 1.377610
-3.746237 4.447178 0.649899
-2.031136 4.938804 0.651309
-2.520243 3.392548 -0.092239
-3.798697 4.764210 3.154467
-2.659845 3.891989 4.203223
5

-2.070666 5.212413 3.168305

5229
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54
Energy: -4065.47066106
Cu 0.046981 0.068913 0.029590
Cl 0.038623 0.303548 2.148786
C 1.915024 0.095514 0.319541

-1.962460 0.294397 -0.281123
-1.955949 1.667777 -0.914379
-2.604381 1.754249 -2.210624
-2.979961 2.653203 0.244901

0

1

1

2
-0.586993 2.214445 -0.796048
-3.009096 3.909715 -0.169023
-4.209880 2.166065 0.265640
-2.463646 2.600754 1.458489
2.653759 -1.064924 0.440649
4.043112 -0.936049 0.381122
4.635680 0.316256 0.235770
3.848254 1.459365 0.149115
2.456513 1.362655 0.208423
2.182449 -2.042285 0.553824
4.658571 -1.831293 0.457004
5.720547 0.401820 0.206036
4.307730 2.441793 0.052134
1.827851 2.251383 0.172653
-0.436800 -3.241372 0.748382
0.635083 -3.626449 0.294652
-0.878217 -3.574215 2.171313
-1.313159 -2.554268 -0.045701
-0.964917 -2.282639 -1.419551
-0.039874 -1.144364 -1.621113

0.651651 -0.344476 -2.255807
1.504036 0.568822 -2.916900
0.988085 1.763410 -3.451675
1.835220 2.655307 -4.085167
3.187110 2.345598 -4.171940
3.725528 1.175092 -3.650993
2 0

.876330 0.283023 -3.021499
-2.111325 -2.069617 0.345192
-0.490238 -3.178589 -1.838742
-1.884690 -2.072943 -1.978107
-0.072829 1.980753 -3.346090
1.472975 3.588923 -4.507236
4.000677 3.205692 -4.775360
4.792625 0.989499 -3.741959
3.262949 -0.634704 -2.581386
-2.102094 -2.790089 2.637140
-1.201997 -5.073202 2.163922
0.301381 -3.309330 3.106604
0.047328 -3.633812 4.125068
1.188585 -3.861126 2.775030
0.549308 -2.239353 3.140429

mIImoDoDoDoDDIDIoDoQQED@DIgqoDoDnoDomIZDooooooooazooammnmnmm om0 no

-1.486941 -5.396585 3.174646
-2.039123 -5.297570 1.487243
-0.331263 -5.657790 1.842643
-2.321386 -3.047157 3.681987
-1.936931 -1.703684 2.595839
-3.001203 -3.041062 2.055090
TS
54

Energy: -4065.44736983

Cu -0.329553 -0.521511 -0.850515

Cl 0.144138 -1.235419 -2.809289
C -1.816698 -1.668256 -0.939108

0 0.923857 0.983145 -0.913710

S 1.631501 1.813172 0.125856

0 2.546420 1.027416 0.964276

C 2.734748 2.799773 -0.956822

0 0.774444 2.775243 0.806322

F 3.484159 3.588508 -0.199815

F 3.523493 1.997862 -1.657656

F 2.018114 3.541905 -1.783494

C -1.775355 -2.932069 -0.378799
C -2.955087 -3.675617 -0.343474
C -4.132047 -3.156262 -0.874380
C -4.136338 -1.891657 -1.453783
C -2.965851 -1.135149 -1.498707
H -0.850298 -3.330464 0.033921
H -2.946464 -4.669242 0.102948
H -5.047425 -3.744818 -0.846569

5230



-5.050522 -1.486586 -1.885088
-2.965733 -0.148449 -1.962289
-1.668160 1.294324
-1.842773 0.666372
-2.054111 0.725116
-1.233924 2.566660
-0.899222 2.940432
.213836 -0.583441 1.749511
.999463 -0.025739 0.936483

H
H
C 2.080260
0 1.016972
C 3.425199
N 1.955323
C 0.590994
c -0
c -0
C -2.196900 0.
C -2.263488 2.
C -3.444859 2.
C -4.554518 2.
C -4.519687 1.
C -3.332393 0.
H 2.716100 -0.
H 0.140977 -1.
H 0.595033 -0.
H -1.376525 2.
H -3.517802 3.
F -5.693794 2.
H -5.416667 0.
H -3
C 3.496918 -1
C 4.582018 -1
C 3.476797 -3.
H 4.433493 -3.
H 3.403075 -3.
H 2.666779 -4.
H 5.528273 -1
H 4.541846 -0.
H 4.608448 -1.
H 4.441911 -1.
H 2.670047 -2.
H 3.464318 -0.
TSa:”
54
Energy:

806175
024081
752543
243439
030031
311788
697828
736761
014671
407983
708636

0
0
0
0
1.
1
2
3
3

.975418
.291743
.283761
.941173
611119
.626848
.966648
.493509
.591287
0.206912
0.228449

937890 0.923280
663366 2.103934
.287204 -0.661170 2.115256

587513
939598
930870
046114

. 754357

351995
805691
982852
041090
532221

-4065.45959065

1

0
0
1
0.
1
1
2

.623901 -0.739743
.448782

.514396
.819672
.411956
.861284
239213
.050122
.499574
.554662
1.169006
1.327639
0.833817

Cu 0.093289 -0.730329 -0.513165
Cl 0.529006 -1.145570 -2.595532
C -1.676501 -1.519997 -0.678807

mImHIEoDTDTDT QDO zo0ammnmIT QMmO Q0 no

. 772041
.905216
.628239
.059984
.675502
.338097
.181319
.504950

.864584
.889823
.713599
.515545
.491171
.215789
.042807
.517867
.151905
.327002

.072367
.111481
.499464
.862957

513867

.367157
.480811
.676653
.537141
.667787
.914857
.076405
.948523

2.580151 -

-0

-1

-3.
-6.
-6.

-4

.178228

.538052
597588
000685
078064
.041062

0
1
1
2
2.
3
1
2

.3
4
.6
.6
.2

-2.
-3.
-3.
-1.
-1.
-3.
-4.
-3.
-1.
-0.

37669 -
99520 -
11639 -
30976 -
12281 -
733147
570721
179254
948920
109265
025915
529494
833176
644620
149890

.288689 -0.312068
.729774 0.119997

.849827 1.389752

1.
0.
0.
1.
2.

167705
037962
939769
125077
357801
-0.030695
-0.469032
-1.518388
-2.144590
-1.729273
0.791632
0.023237
-1.850477
-2.973466
-2.216225

1.805777 1.318943
2.378865 0.785385
2.172230 0.973170
0.845781 2.254558
0.384017 2.520385
-0.268584 1.324217
-0.027632 0.788361

0
2
2
2.
0
0
0

. 772137
.155221
.958639

366203

.996059
.195106
.128989

0
0
0
0.
0
0
2

.677601
.498640
.445399
575300
.748525
.788571
343455

-1.268137 3.555559
0.619532 0.639320 2.914076

2.578564 0.394834
4.034097 0.304120
3.133942 0.528957
0.584679 0.842736
-0.883672 0.907234
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H
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.556627 -1.255749 1.574415
.621072 -3.182897 1.402057
.655432 -2.283490 -0.542796
.554457 -1.612486 1.292536
.459726 -0.229380 1.190612
.518667 -1.226458 2.671426
.642375 -2.697678 -0.783168
.886654 -2.928792 -0.980216
.567579 -1.295279 -1.012188
-1.183218 -0.893166 3.781704
-0.258895 -2.293793 3.178563
0.414421 -1.280241 4.477016

WN B DD U W W

54

Energy: -4065.51123041
Cu 0.264695 -1.435882 -1.973436
Cl 0.895916 -3.500888 -2.422330

C

ITmoDoDoDD DD TDTOQQE@DIMmDDDEDTDOoOOO0000zo0oommmm OO0 no

2.079447 0.393395 -0.711666

-0.129196 -1.722710 -0.157540
-1.643944 -1.649145 0.054118
-2.351870 -1.867850 -1.211010
-1.910477 -3.157250 1.066523
-2.050959 -0.515578 0.872098
-3.203093 -3.247117 1.342101
-1.526095 -4.222544 0.396215

-1.226431 -3.061571 2.192437
2.694845 -0.461451 -1.636714
3.799888 -1.223797 -1.267379
4.312022 -1.123362 0.019061
3.726388 -0.248095 0.933966
2.619503 0.506599 0.573618

2.360903 -0.471937 -2.675779
4.250740 -1.898642 -1.991980
5.172003 -1.722302 0.312400
4.129571 -0.165781 1.941808

2.141793 1.166064 1.297213
-1.103198 -0.681569 -4.159554
0.044284 -1.054383 -3.792359
-1.700093 -1.362863 -5.375652
-1.817343 0.216935 -3.491150
-1.441586 0.843232 -2.224999
-0.118850 0.407391 -1.720448
0.825510 1.090722 -1.067720
0.631658 2.492820 -0.633440
-0.522629 2.863948 0.065904
-0.705143 4.176675 0.484655
0.279539 5.109219 0.199180
1.444253 4.769380 -0.475605
1.618340 3.454569 -0.882090
-2.763620 0.385883 -3.808518
-1.403476 1.934117 -2.378662
-2.246595 0.629000 -1.506481
-1.258940 2.101639 0.323961
-1.587083 4.483016 1.041896
0.110233 6.371671 0.595530
2.192960 5.534414 -0.666588
2.528513 3.162260 -1.404995
-2.870771 -0.596695 -5.983719
-0.605517 -1.566512 -6.422598
-2.174826 -2.728007 -4.846452
-2.608163 -3.302996 -5.675937
-1.339844 -3.298329 -4.417723
-2.939794 -2.611626 -4.065872
-1.017441 -2.134287 -7.266815
-0.230582 -0.608506 -6.807989
0.236885 -2.127836 -6.004533
-3.202412 -1.115327 -6.891867
-3.746374 -0.559157 -5.318252
-2.593687 0.427175 -6.271560

TS:”

54

Energy: -4065.48374581
Cu -0.990215 1.209543 0.163662
Cl -2.662679 2.216768 -0.854027

O noAQNn

0.587581 -1.303789 1.890431
0.631843 1.934721 0.850684
1.750717 2.039956 -0.175664
1.341582 1.517452 -1.481402
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0.
1.
1.
-0
-0
0.
2.
1.
-2
-2
-4
-2
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React
react

35
Energ

C -4.
-4.
-4.

I
N

-4

mImITmOoQaazz@oDnomoDmooaoaoaoaoaomITaoaam=zQO0o
E s OB NNDS S DNDNDO

4.
-5.
-4.
-6.
-4.
-4.
-5.
-4.
-3.
-6.
-4.
-4.

-2.
-2.
-1.
-0.
-2.

-5.

-3.
-3.

.842790 3.8
.038245 1.6
.764510 4.1
.669944 4.3
.162896 4.4

748656 -1.
479586 -2.
402497 -2.
.752514 0.
.624548 0.
814776 -1.
118946 -3.
976881 -2.
.871912 -0.
.213949 -0.
.350297 -1.
.208830 -1.
.806394 -0.
.356834 -0.
.493555 -1.
.470580 -2.
.774880 -1.
.683523 -2.
.273826 -3.
.984754 -4.
.081583 -3.

.689595 0.
.071094 -0.
.701744 -2.
.144527 -4.
.711873 -5.
.063033 -3.

ion 45

ant

y: -728.48
019029 -0.
603682 -0.
784554 -0.
663470 -0.
164869 -0.
895446 -0.
469167 -0.
127746 -1.

733459 -1.
519034 -2.
018382 -3.
958317 -2.
040249 -0.
503847 -0.

57023 -0.398956
25336 0.360113
39313 -1.306986
12737 -0.809445
37604 0.745589

-0.138583 -0.416462 2.699432
-0.060407 -0.485299 4.079492

442007 4.688169
326018 3.901576
257918 2.517232
350896 2.237068
222080 4.683862
490998 5.773532
073460 4.367627
955735 1.910959
872640 -0.555388
558733 0.472387
173540 -0.456595
039526 -1.699461
640339 -1.722138
547829 -0.302079
282268 0.428355
081946 -0.370415
617130 -0.562104
378532 -1.286628
595067 -1.811204
078097 -1.637823
309718 -0.913419

-2.720032 -1.094433 -2.571386
-0.203320 -1.401185 -2.234689

311524 -2.259585

650415
037952
326936
041053
667764

0472012
099497
063405
015767
202691
263910
286492
190675
227490

0.150956
1.457238
2.507534
2.062626
0.755443

969397 -0.271474 0.609939
051722 -0.952120 -1.794999
459494 -2.645109 -0.032484
130822 -1.098948 -1.662210
895711 0.071162 -2.163220
671328 -2.564588
909411 0.081335
316773 -0.782015
816976 0.928649
498112 0.692967
435658 1.588237
847697 0.787116 0.347583

0.160806
-0.913040
1.485879
0.216331
1.092150
-1.017064
-0.752532
-1.541068

.233540 0.514081 -1.691751

.718437 -0.143408 -0.506938
.111102 -0.040520 -0.228408
.920225 -1.183410 -0.174404
.278193 -1.090529 0.083778
.841495 0.168357 0.294455
.060885 1.312668 0.249360
.686791 1.233498 -0.009402
.452437 -2.151341 -0.348014
.894014 -1.986260 0.120176
.907681 0.260474 0.496737
.508797 2.291713 0.422390

898274 2.365315 -0.006875
.904301 -0.105903 2.728269
.527600 1.321712 1.481005

796264 -1.162846 1.490444

.530726 -0.040836 3.628227

362477 -1.061558 2.783441
178388 0.718576 2.783077
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T momm T

-6

I

70
Energ

Cl 1.127951 -0.658567 -2.552779

-6.
-6.
-5.
-6.
-4.

441435
423850
291590
168347
824961
.153693

-1.094480 2.377602
-1.124087 0.592975
-2.139182 1.513095
1.401739 2.
2.167181 1.
1.408992 0.
H 2.368599 3.239658 -0.
H 0.997648 2.274676 -0.

y: —-4329.11909349
Cu 0.513610 0.025388 -0.557947

370414
492023
585710
197266
461689

C 1.784458 1.435372 -0.616563
-1.396641
-1.775082
-0.686895
-2.882992
-2.623251
-3.285065
-2.225219
-3.934232

2.656848 -

3.750609 -

3.605376 -

2.361467 -

1.253972 -

-1
-2

-1

I oV WHF OO | Wk s OOk wWwNhNDE OO

w

DIIDoDIoDoDoDIDIDoDoDoDoDoD oD DD Do o0o0QQEDoDnoDnZooDoDnoDoDoDDIDooooooaoaozooao0000amdmgmoOono
L R R D B |
N O W NN

H 1.204489 -

-0.

-3.

940696
.826338
.655732
015203
.158175
.939292
.614111
.388642

.273230
.140872
.473738
.952387
.105250
-0.973220 2.846782 2.
0.017157 3.483521 2.683233

-2.309310 3.546046 2.076250
-0.932269 1.495419 2.148263
.246268 0.747135 2.483502

.910584
.790891
.824450
.575501
.681284
.949259
.208515
.158407
.236503 2.775069
.754319 4.708666
.144563 4.462110
.991535 2.243090
.471361 0.286816
1.760942 0.973486 1.874757
.969335 1.480962 2.868464

.025716 0.027100 3.286549

.348388
.508231
. 777100
.223737
.307968

.503214
.517583
.165639
.427105
.661566
.577354
.244170
.253841
.191815
.068283
.485351
.539079
.118923
.762640
.925613
.180740
.401628
.606141
.424655
. 445233
.073532
.310801
.023418
.419358
.649323
.657109

-0.
-0.
-1.
-3.
-3.
-3.
-2.
-1.

-3
-5
-4
-1
-0

2.

-0.228301 -2.198741

4
4
1
0
0.
0
1
0
1

-0.427165

0
1

-0.129609

1
0

-1.125072
-0.629781

0.
0.
0.
0.
0.

. 719397
.238992

.712466
. 725907

221521
183025
544295
946828
983718
345201

015450 1.383470
905138 1.242317
775408 0.948600
161488 0.666021
965517 0.301623
440500 0.256610
087510 0.565577
275089 0.898609
0.078496
0.161757
-0.510780
-1.251782
-1.322078

.688173 0.746037
.015061 0.066757

.091612
.701198
.221344
597113
.582841
.255781
.195235
.694728
437384
.939632
.313025
.229448
448348

-0
0.

1
2
3.
0

-2

.020811
531499

.128861
.028953

178993

.725641
1.
-1.
-0.
-1.
-1.
-2.

103502
635915
467053
654850
045082
970232
325360

0.045133 -0.818248
-0.294686 0.209611
1.358977 0.096825

0.629876 -3.679176
0.309836 -3.375444

-0.837474 -2.816410
.959252
.900586

2.

3
1
4
4
3.
5
4
5
4

020156
.183529
.896646
.837337
.945746
529781
.174888
.101674
.257112
.655046

2
1
1.
0
0

-0
2.
4.
3.
0.

185239

.510023
.739859

.087415
968815
158317
246719
492942

5234



H 0.527050 -3.166823 1.063064

I

56
Energ

SO NN WS W

1.

DIIDIoDIoDToDoDDDD DD OO @DoDoDZDD Doz nommmmnoamMmamOoQOono
NWWRRERFROO

TS,

56
Energ

O QEEmO OO0 no

-1.

-1.
-1.
-2.
-2.
-0.
-3.
-3.
-2.
2.068318 2.712701 -0
3.213233 3.504591 -0
4.423768 2.960861 -1
4.495093 1.617220 -1

y: -4021.59752581
Cu -0.004546 0.057108 0.350434
Cl -0.045504 0.400878 2.461288
C 1.873273 0.024291 0.485105

.335234 0.046800
.626391 -0.731837
.462261 -2.083761
.570961 0.205416

976773
.048634
.588049
.308700
.793940
.491092
.448975
.891548

.602797
.995513
. 611442
.840986
.447396
.121256
.595108
.698018
.317037

837770

.698932
.530969
.021404
.958108
.302263
.811291
.933452
-2.079648 -1.944731 0.284664
-0.250280 -2.859552 -1.829836
-1.692791 -1.822510 -2.034199
-0.290888 2.073141 -3.849867
1.593615 3.431169 -5.066329
3.992944 2.947566 -4.967477
4.880642 1.054038 -3.607404
3.277611 -0.372367 -2.334572
-2.252410 -2.806512 2.497563
-1.388197 -5.100242 2.000510
0.108194 -3.396566 3.063344
-0.580571 2.928836 -4.303185
-0.984841 1.658119 -3.225244
-0.203065 -3.738948 4.059961
0.998924 -3.959686 2.761443
0.374723 -2.332407 3.137977
-1.
-2.
-0.
-2.
-2.
-3.

718766
204214
519831
544486
045949
122704

.743632 -0.381949
.900958 0.214522
.756364 1.442526
.146811 0.570563
.039705 0.552834
0.205420 0.457996
1.360999 0.383112
1.281046 0.404308
-2.123958 0.623044
-1.947115 0.612010
0.274849 0.451454
2.338654 0.322741
2.184072 0.372004

0
1
1
2
2.376349 -0.611531
3
1
2
1
1

-0.499248 -3.242167 0.680911
0.558843 -3.691856 0.256616
-1.030432 -3.611859 2.064523
-1.265541 -2.413795 -0.092488
-0.815330 -2.021324 -1.405899
.048447

-0.795397 -1.424990
-0.095738 -2.241512

0
1
2.
2
1
0

-5.446601
-5.284564
-5.695374
-3.110551
-1.726362
-2.989874

y: -4021.57604420
Cu 0.645558 0.274166 -0.701884
Cl 0.156232 0.877789 -2.717702
C 2.174481 1.372956 -0.854426

243269
865766
747829
978754
929764
654805
832580
256244

-0.400797
-1.675812
-1.484022
-2.057800
-2.802128
-3.168284
-1.057342
-2.215937

.713817 -2.
.811579 -3.
595614 -4.
.316597 -4.
.243880 -3.
.456512 -2.

2
1
1
3
2
1

-0.294801

0
1

-1.218320

0

-0.973820
-1.397924
-2.316016

981826
757081
469905
409487
645824
952452

.989536
.286818
.693211
.511613
.531331
.849822

.185577
.340009

.250207

519151
596832
014339
361973

5235



3.359557 0.809605 -1.290817
1.120105 3.135001 -0.196420
3.147576 4.558679 -0.330103
5.311295 3.588234 -1.076271
5.435405 1.184543 -1.700784
3 -

.420850 -0.237771 -1.579337

1.661481 1.768705 1.401054
-0.494291 2.053676 1.075961
-2.866582 2.380393 0.720948
-1.814153 0.982173 2.494678
-0.531179 0.585126 3.060024
0.460912 0.461716 1.983233
1.212053 -0.127460 1.148919
2.211914 -1.177849 1.238207
2.387353 -2.030205 0.134481
3.420704 -2.962344 0.137822
4.266298 -3.066031 1.235733
4.077635 -2.245911 2.346268
3.054573 -1.309285 2.347517
-2.554101 0.280000 2.466108
-0.220856 1.324989 3.811369

-0.637924 -0.392711 3.548819
1.489925 -1.864655 -0.950201
3.546945 -3.619719 -0.722417
5.071886 -3.797913 1.228498
4.738334 -2.327577 3.206867
2.923533 -0.635091 3.192645
-2.635153 2.461757 -0.785867
-4.152218 1.614598 1.020327

-2.965080 3.798581 1.307634
-3.824876 4.313660 0.858823
-3.111433 3.774598 2.396511
-2.061227 4.380603 1.087500
-4.985248 2.104782 0.499970
-4.103162 0.576216 0.668453
-4.393783 1.614779 2.092511
-3.462392 3.020231 -1.244220

-1.696480 2.976417 -1.025062
-2.592457 1.465021 -1.239865
1.868376 -2.205442 -1.831536
0.605572 -2.355696 -0.760894

mIDoDoDoDoDIDIDoDoDoDoQQE@DoDomZoDD Doz o0ammmim T

TS,

56
Energy: -4021.57997554
Cu 0.107224 -0.530786 0.539126
Cl -0.290382 -0.811486 2.657061
C 1.942918 -1.145186 0.717130

-1.623031 0.380548 0.278663
-1.880283 1.765934 -0.250803
-2.591639 1.751657 -1.531031
-3.096663 2.359504 0.985550
-0.723631 2.654525 -0.139427
-3.493237 3.579271 0.658798
-4.142527 1.544669 990468

I
N

0.

.545188 2.378921 2.182525
.192287 -2.428279 0.242752
.256690 -3.145002 0.785968
.060490 -2.567091 1.762372
.799733 -1.273995 2.218478
.731539 -0.555978 1.704739
.559345 -2.858341 -0.531138
.458440 -4.155267 0.434300
.900402 -3.125241 2.172203
.424552 -0.827785 2.989732
.519518 0.454644 2.049799
-1.794649 -1.842316 -1.224346
-0.808919 -2.341672 -0.665191
-3.208401 -2.290412 -0.886444
-1.625640 -0.907472 -2.194093
-0.302861 -0.394655 -2.454470
0.591307 -0.184801 -1.277759
1.769091 0.098458 -0.903451
3.044730 0.735106 -1.017380
3.194749 2.102242 -0.671166
4 2
5 1
5 0
4

NB D WENWDD WwN

.474270 2.673644 -0.826864
.542085 1.922066 -1.271940
.397398 0.562289 -1.579149
.155889 -0.019686 -1.433695
-2.377751 -0.234671 -2.324856
H 0.238003 -1.089634 -3.112986

-NoNoNoNoNoNoNONONe - ool -NoNoNoNo NN N- N NoNeoNe N/ Ne}
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-0.415293 0.557062 -2.990493
2.831858 -0.154596
3.725591 -0.575045
2.398504 -1.377089
-0.023212 -1.920806
-1.078702 -1.643313

ja=iiyaniifaciifasiie e vite i« i« s @ @ @ i« =i« i i« s i =i« ]
I
w

-4

.172700
.608470
.515753
.247160

006807

.289471
.343539
.351568
.336041
.236926
.584427
.334404
.574996
.272720
.274716
.222902
.261771

-1.
-3.
-2.
-4.
-3.
-4.
-2.
-2.

-1
-1

-0.

-1

388356
702920
343896
106767
695692
373966
763170
971881
.342632
.778186
358752
.365848

-1.475217
-1.470758
0.635600
-1.229009
-2.565124
-1.050552
0.891221
1.086730
1.078441
-1.187406
-1.095788
-2.574209

H 2.306397 3.827188 -0.047818
H 1.199392 2.538560 -0.217749

I,

56
Energ

WU NN WS WM
[

N

-1
-1
-1
-0

-2
-2
-1

mIImIoDIoDoDoDIDIDoDoDoDooQoaQaD@oDnoDnonZoDoD ooz aoo0oommmn oA 0O no

-0.
-1.
-2.
-1.
-2.
-3.
-1.

-2.
-1.
-2.
-1.
-1. .
0.285045 6.299312 0.263066
2.294704 5.485976 -0.979149
2.468872 3.070023 -1.539201
-0.
-1.

-3.
-3.

y: —-4021.63234396
Cu 0.251937 -1.411692 -1.982538
Cl 0.899642 -3.473706 -2.442610
C 2.004058 0.420224 -0.652479

126060
635756
352254
807865
087546
088269
384427
.105248

. 644972
.735746
.206891
.597592
.506512
.345897
.207664
.054949
. 971412
.013181
-1.130309 -0.678303 -4.163174
0.026828 -1.025214 -3.799527

.717952
.858106
.476033
.162894

808296
413963
285657
548505
477955

.906636
.622941
.162020
.583188
.314481
.929172
.025863

268791

-1.
-1.
-1.
-3.
-0.
-3.
-4.
-3.

729341
784276
886294
414187
786120
603849
365797
419277

-0.165838
0.058449
-1.214780
0.884061
1.021836
1.166587
0.081501
2.002720

-0.433389 -1.560768
-1.200892 -1.159467
-1.106790 0.142809
-0.229887 1.040961
0.531024 0.647654
-0.435692 -2.610853
-1.874120 -1.872114
-1.709935 0.461258
-0.149968 2.060324
1.198473 1.353766

-1.373619 -5.376029
0.205882 -3.492168
0.859491 -2.243906
0.425375 -1.716867

0
1
0.
2
4

-0

0.759522 1.119297 -1.040515
0.590192 2.540766 -0.658866
-0.530073 2.993261 0.074653
-0.612713 4.361550 0.383837
0.381262 5.246071 0.003139
1.505047 4.795957 -0.690589
1.598594 3.449860 -1.002888
.360469 -3.804633
.945025 -2.426789

701264 -1.515607

.140400 0.459885

718261 0.944052

631794
552997
.748982
.332957
.301228
.649532
.127559
586795

-5.979349
-6.427102
-4.847755
-5.677307
-4.419879
-4.066947
-7.271138
-6.811696

0.232113 -2.097550 -6.012500
231844 -1.157527 -6.885795
779482 -0.611431 -5.309540

.651638 0.397385 -6.268656
.149823 2.499817 1.190991
.322083 1.160135 0.619050

5237



TS:.”

56

Energy: -4021.60453142

Cu -0.029135 -1.274974 0.356870
Cl 0.572899 -3.332480 -0.171219

C 0.556473 1.863835 1.548718

DIIDoDoDoDoDDDIDoDoDoooaoaD@DnoDnonZoDD ooz ommmmmaoaraesO00O0no

-0.567511 -0.306897
-0.714205 -1.596541
-2.114779 -0.066876

-2.205346 -1.012863
-3.158713 -0.137938

-1
-2

22938
71497
79341
25445
73711

07950
39620
35203
29247
.505518
494085
.326616
.718394
.805285

-1.772582 -0.624609 0.850255
-2.760083

-2.083797

-3.714157

-3.723320 0.510537 -0.138051
-4.636265

-2.907466

-4.303025 -2.095508 1.118109
0.448791 0.861296 2.5
0.504752 1.170191 3.8
0.664698 2.492123 4.2
0.764902 3.500202 3.3
0.708765 3.191104 1.9
0.300742 -0.172079 2.219680
0.410200 0.374836 4.6
0.701959 2.735672 5.3
0.883765 4.536836 3.6
0.787338 3.981844 1.2
2.717246 -1.122547 -0
2.060223 -0.728650 0.
4.030734 -1.850289 -0
2.280429 -0.780880 -1
0.968044 -0.149074 -1
0.637871 0.349417 -0.436701
0.540891 1.570694 0.110190
0.327002 2.669491 -0.868787

-0.942963 3.276601 -0.990850
-1.094462 4.296562
-0.037969 4.690523

.948982
. 748355

1.218732 4.090658 -2.625094
1.383190 3.083227 -1.688481
2.664888 -1.234737 -2.537416
1.003316 0.701580 -2.497861
0.220147 -0.865346 -2.177078
-1.990999 2.927602 -0.181190
-2.070607 4.770019 -2.054109
-0.193331 5.479294 -3.482886
2.053112 4.413815 -3.243289
2.354084 2.599105 -1.562176
4.002453 -2.608019 0.999092
4.274565 -2.826207 -1.477078
5.122724 -0.771824 -0.294524
5.182816 -3.405391 -1.268476
3.439037 -3.531479 -1.582222
4.445851 -2.317233 -2.437572
6.097337 -1.250820 -0.132576
5.169940 -0.211410 -1.238356
4.951432 -0.061205 0.524622
4.956731 -3.134130 1.131512
3.863525 -1.924620 1.844501
3.184985 -3.339999 1.013831
-1.962263 2.036743 0.302972
-2.921118 3.110647 -0.536653
Reaction 46
reactant
35
Energy: -728.476448379

C -4.073751
-4.648008
-4.857242
-2.715633
-2.222268
-1.933096
-0.509505

.211091

-2.208492

0.673289

2.068231

2.642545

4.000529

4.790299

4.228320

oaaoaoaoaoaommaoQm=z0O0
I
N

0.043221 0.188489
0.186030 -0.881999
-0.160256 1.489978
0.058949 0.260675
-0.053534 1.134119
0.246598 -0.952011
0.201429 -0.661123

-0.528089 -1.683444

1.204657 -1.419461
0.159367 -0.403121
0.106981 -0.102590
-1.079271 0.374476
-1.104529 0.663637
0.023340 0.484751
1.214658 0.006547
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-6.
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I
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I

70
Energ

Cl 1.280303 -0.474587 -2.571976

.861520
.019858
.456550
.857137
.024189

403621

.985105
.765945
.712878
.623589
.330022
.367157
.369001
.332711
.086485
.423357
.178562
385827

1.244751 -0.
-1.960573 0.
-2.020488 1.
-0.010938 0.
2.329492 -0.
2.160129 -0.
-0.320281 2.731087
1.058952 1.656364
-1.414071 1.300358
-0.460569 3.613867
-1.201448 2.666020
0.569744 2.920600
-1.559616 2.170070
-1.322283 0.401275
-2.311199 1.194108
0.924894 2.526944
1.974944 1.812856
1.199344 0.763602
4.536758 3.216103 -0.239403
5.879264 2.372498 0.314684

y: —-4329.10511565
Cu 0.720843 0.072425 -0.536087

281338
510273
036223
708129
224540
656803

C 1.951057 1.507740 -0.764534

-1

mmEomomTomTmOQoOoo0oNQQaIEDDZID oD oD oD DD IDIDIOoOOOO00000za00000000mMmAg00Q0no
BOUNROR | WOR P OBOSWNNREREO

-0.

-2.
-2.
-0.

564781
.400098
061676
765673
777479
.663076
.367427
.303071

.391737
.258860
.624494
.145000
.303115

.488483
.781930
.846807
.295680
.517755
.583518
.098959
.130428
.013734
.729212
.414969
.552173
.321634

2
3
3.
2
1

-0.
-1.
-3.
4.
-3.
-2.

2
4
4.
2
0

-3
-5
-4

-0.213576 -2.163985

1.474909
1.921043
0.824830
2.768075
2.966088
3.200581
1.918580
3.790604

.750004 -
.845333 -

681158 -

.414561 -
.305970 -
-1.071261 2.979598 2.
-0.221713 3.859301 1.
-2.560375 3.331495 2.
-0.737344 1.667613 2.
.642601 1.289715 2.388592
.122636 0.229286 1.478966
.846757
. 743883
.268399
.166354
.537907
.003865
.121080
.328184
.836170
.288580
.213004
.698806

747582
790880
083701
105763
808112
525097
.498647

.896923 -
.822855 -

542129 -

.279405 -
.316982 -
1.426272 0.923440 2.
.233688 2.201221 2.210732
.863560 0.947025 3.412102
.198697
.708237
.243466
.073701
.467791

.279296
.373100
.602171
.328579
.489985
.133706
.311401
.035522
.073949
. 747007
.680370
.910905
.224925
.363968
.526559

-0.366536

0
1

-0.082509

1
0

-0.922219
-0.781121

0.
0.
0.
0.
0.

1
0
0
0.
0
0

0.
0.
0.
0.
1.
1.

-2.

-2

.801892
.513469

.607135
. 787537

536607
466995
651852
907078
971037
094832
998602
081850
262229

.236166
.899503
.649580

335517

.291939
.551969

851295
370109
240887
600492
072887
195596
177696

.713718
.036334
.045341
.517371
.065217
.246906
.237465

754516

.970598
.645642
.584135
.524235
.848288
912178
.392000

0.424835 -1.028499
-0.083389 0.158808
.676624 1.644434 -0.069492
.774533 0.794583 -3.572300

5239
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.013890 0.544527 -3.311461

.163919
.316994
.530815
.385080
.895188
.198104
.678250
.823298
.591686
.115513

-0.723616 -2.873797

1.
2
1
4
4.
3
4
3

5.

H 3.355875 -6.
H 1.763337 -5.

I,

56
Energ

-2
-2
-2

1
N

B0 DN WD BN

1.
0
1
1
2.
3
3
2

0
1
4.
4
3

ImoDoDoDDIDIDoDoDoDoooaDoDnDnZoDoD Do zaoao0oamznomomoooamMAaeg 000 no
or ooNOo

TS

56
Energ

Cu -0.374806 -0.738149 -0.737112
Cl -0.023625 -1.325118 -2.763357
C -1.742221 -2.031794 -0.687679

-3.
-0.
-3.
-4.

607414

.484325
.414499
.367315

911583

.355724
.663403
.830192

176759
137325
587190

y: —-4021.58309435
Cu 0.003767 0.118877 -0.001494
Cl -0.009289 0.362120 2.117353
C 1.868560 0.183886 0.310000

-0.314810
-0.929253
-2.225953
0.238486
-0.795657
-0.159057
0.247431
1.454557
0.461473
0.376158
0.440579 0.173592

1.568774 0.059631

1.455449 0.151811

-1.940589 0.611667
-1.696689 0.472618
0.540293 0.117814

2.552867 -0.086837
2.332459 0.094380

.014826
.039016
.684898
092354
685468
152633
310535
.581973

. 623441
.009191
.579067
.773885
.385453
.166905
.639637
.661702
.216234

742353

.578451
.189076

114328

.420007
.793664
.884466
-2.145247 -2.046674 0.359565
-0.612438 -3.137605 -1.891176
-1.970935 -1.980928 -1.955081
.171891 2.132170 -3.
.766480 3.940930 -4.

0
1
1
2
2
3.
2
2
0
0

.307022
.687693
.778619
.631159
.267787

892581

.113625
.577345

961514
813944

3
2
1
0
0
3
4
3
0
0

.196740
.255384
.424114
.724193
.634742

0

.091009

.234191
.207529
.147131
.170729
.327102

-0.448462 -3.199382 0.715318
0.619194 -3.562693 0.234842

-0.847122 -3.542217 2.148814
-1.358146 -2.529520 -0.055228
-1.041789 -2.237446 -1.433440
-0.079361 -1.132854 -1.634837
.646677

-0.341949 -2.238758

0
1
2
2
0
0

3.
3.

4.
3.

.512851 -2.
.796455 -
.646842 -
.176033 -
.895030 -
.047620 -

3.

149115 2.836755 -4.

.301304
.775666
.128283
.237404
.587432
-1.
-1.
-0.
-2.
-1.
-2.

397183
997212
274462
259647
923973
980269

.813771 0.559817 -3.
.163907 -0.950703 -2.772486
-2.071046 -2.779183 2.647965
-1.145761 -5.046267 2.147608
.352049

-3.258424 3.
4.374359 -4.
4.137088 -4.
-3.580934 4.
-3.800957 2.
-2.185260 3.

.376311
.283485
.615440
.041802
.690266
.043115

y: —-4021.56090347

3
1
1
3.
2
2

882720
282052
891560
102930
716740
100847

083614
231598
573344
894781

052975
971994
286798
079162
701484
075162
.165116
.493571
.801054
697455
.604866
.087846
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0.794893 0.866334 -0.830263
1.594459 1.767188 0.071754
3.006027 1.389874 0.143281
1.547979 3.317167 -0.909224
0.947475 2.103467 1.338877
2.211364 4.263712 -0.263751
2.091870 3.132797 -2.097507
0.284465 3.713192 -1.067612

= .

.452937 -3.329703 -0.306347
.503603 -4.245166 -0.247086
.798627 -3.856008 -0.574299
.053607 -2.546219 -0.965964
.016109 -1.616525 -1.032285
.436889 -3.628492 -0.057976
.298696 -5.271523 0.054783
.611766 -4.578484 -0.529382
.063565 -2.236320 -1.230062
.216935 -0.590390 -1.340425
.280099 -1.541945 1.110945
.171242 -1.966084 0.724843
.569114 -1.915916 0.412981
.277254 -0.814108 2.243584
.972914 -0.648342 2.865105
0.070718 -0.680100 1.835563
-0.960038 -0.246041 1.052018

L I E I O N |
WU s N O W s W

I O WwWHE N

-2.116272 0.635121 1.144518

.230727 1.708575 0.262721
-3.320578 2.579648 0.347283
-4.319558 2.320172 1.296998
-4.211358 1.229559 2.148143
-3.111724 0.380320 2.092285
3.035810 -0.175479 2.451520
0.820412 -1.427048 3.626251

0.918058 0.342567 3.336259
-1.445087 1.895614 -0.468802
-3.425314 3.643392 -0.531844
-5.184113 2.981626 1.357356
-4.997888 1.042434 2.877523
.025716 -0.479288 2.753410
.416920 -1.659552 -1.087141
. 775251 -1.162559 0.964963
.741486 -3.421341 0.669044
.661146 -3.763811 0.176667
.829443 -3.641488 1.742672
.898619 -3.992207 0.261379

0

0

2

I
w

.674056 -1.492134 0.428271
.675599 -0.080578 0.813097
.942586 -1.376404 2.031155
.327161 -1.999801 -1.598981
.561011 -2.202725 -1.506776
.278883 -0.591264 -1.293096
-4.013626 4.409428 -0.231707
-2.552921 3.956927 -0.939402

jasiite siite it s Jita s lie i sl a s lie sl s i« s BN O @ I @ Ji= =l « i = s -« i = s Jie sl O O NONONONONONONO I No Mool il -Ji: - s O NONONONO N NN NoNoNo N N e}
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TSa:"

56
Energy: -4021.57201022
Cu 0.103088 -0.723842 0.459693
Cl -0.197278 -1.038023 2.583068
C 1.817299 -1.648945 0.481688

-1.491221 0.476483 0.346410
-1.542385 1.892720 -0.168323
-2.207657 1.979596 -1.473601
-2.720838 2.629663 1.028054
-0.294460 2.628159 0.003013
-2.907256 3.905382 0.725199
-3.884205 1.993528 0.962076
-2.238166 2.533543 2.251840

.839906 -2.870516 -0.178270
.803865 -3.807385 0.189679
.733290 -3.503225 1.177897
.702813 -2.262128 1.812651
.740574 -1.322662 1.469309
.110783 -3.095209 -0.953620
.826937 -4.773876 -0.310578
.491407 -4.234088 1.453391
.424953 -2.024392 2.591372
.709888 -0.351213 1.958572
-2.112065 -1.670006 -1.147182
-1.180018 -2.306476 -0.635492
-3.552910 -1.888421 -0.720741

ooQmEmIE@omTm OO AEE 000 no
N B NDENDWWND
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-1.856516 -0.801802 -2.160958
-0.479710 -0.574998 -2.519555
.479548 -0.333621 -1.414162
.626855 -0.141816 -0.929210
.871068 0.596980 -0.879218
.805722 1.954949 -0.570004
.978806 2.720263 -0.552277
.193744 2.094322 -0.863384
.239981 0.738645 -1.167631
.086840 -0.033252 -1.167217
-2.461889 0.013573 -2.243172
-0.097852 -1.448846 -3.068572
-0.443553 0.288771 -3.196719
1.839596 2.407205 -0.341934
3.935082 4.052108 -0.190166
6.112101 2.682089 -0.853125
6
4

SO wN N RO

.197973 0.278496 -1.403170
.113729 -1.100429 -1.380311
4.509968 -0.841067 -1.282382
-3.933821 -3.273789 -1.261336
-3.617717 -1.895424 0.807495
-4.963761 -3.512028 -0.962973
-3.882560 -3.303872 -2.359285
-3.268492 -4.047343 -0.858768
-4.637296 -2.154706 1.124078
-2.921768 -2.628402 1.231330
-3.359745 -0.913007 1.222778
-5.525449 -1.055860 -0.924567
-4.254868 0.174468 -0.949354
-4.544043 -0.857204 -2.381104
H 4.691289 4.638916 -0.514896
H 3.028789 4.499546 -0.231492

jasiipaciiaciicsjitc it uiifauiifac i @ N @ I @ [t iy =x i« s ji =i« i« s« s . : O HO NGO HONO NO NONO IO I~

I

56
Energy: -4021.62384106
Cu 0.205707 -1.472885 -1.942117
Cl 0.768691 -3.571324 -2.328541
C 2.082971 0.375516 -0.728589
-0.185396 -1.692717 -0.116941
-1.692493 -1.563118 0.113926
-2.428950 -1.789444 -1.132987
-1.995930 -3.032889 1.170948
-2.051132 -0.398192 0.911111
-3.285809 -3.064427 1.473600
-1.667873 -4.130534 0.523390
-1.286973 -2.935054 2.281264
2.673022 -0.544495 -1.606394
3.774388 -1.295898 -1.207177
4.310456 -1.118858 0.061577
3.751676 -0.178344 0.926722
2.647193 0.565653 0.536859
2.324264 -0.615747 -2.638159
4.205606 -2.020503 -1.894885
5.169255 -1.707723 0.378212
4.174841 -0.034270 1.919384
2.191666 1.280041 1.221538
-1.097184 -0.711122 -4.175140
0.021116 -1.130869 -3.770979
-1.665048 -1.358266 -5.423997
-1.799990 0.211684 -3.528917
-1.431134 0.842509 -2.261549
-0.120763 0.387570 -1.742631
0.836036 1.068785 -1.108426
0.642028 2.481969 -0.699425
-0.455998 2.807632 0.096946
-0.655422 4.125370 0.529692
0.256976 5.109576 0.126081
1.351189 4.775428 -0.661718
1.563504 3.464527 -1.072921
-2.725215 0.421696 -3.881228
-1.369917 1.930509 -2.423913
-2.247722 0.648933 -1.550968
-1.130821 2.015122 0.430523
-1.698978 4.432669 1.384073
0.112419 6.138681 0.456705
2.052552 5.555096 -0.955507
2.426349 3.197385 -1.681071
-2.845982 -0.596390 -6.016626
-0.551066 -1.485926 -6.463558
-2.112898 -2.755657 -4.963688
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H -2
H -1
H -2
H -0
H -0
H
H -3
H -3
H -2
H -2
H -2
TS
56
Energ

.512968 -3.
.273453 -3.
.899390 -2.
.935033 -2.
.199738 -0.

307630
320409
690730
028625
501740

-5.824916
-4.537208
-4.198636
-7.337023
-6.802664

0.301901 -2.040196 -6.058134

.162630 -1.093607 -6.941952
.724414 -0.595700 -5.353780
.586588 0.440415 -6.274011
.006959 5.395181 1.399797
.456168 3.764263 1.431733

y: -4021.5

9975161

Cu -0.770897 1.147826 0.366534
Cl -2.164650 2.725286 -0.317493

NEFE WWwNhE NP o

oORr NWNEFEO

-0
2.
4.
3.
1.

-4

IDIDDoDoDoDEDIDoQODn@mDZonoDoDIDooooooaooaozoooEmmmmnTm g0 Q0noAa

H 5.
H 4.

React
react

35
Energ

-3.
-2.
-4.
-2.

-0.
-4.
-5.
-4.
-6.
-4.
-4.
-6.
-4.

-6.
-4.
-4.

.020390 1.4
.077189 1.6
.525424 1.5
.426752 3.4
.336555 0.9
.356191 3.7
.330439 4.1
.866333 3.6

.535959 0.
728223 -1.
637121 -2.
550610 -4.
170299 -4.

920526 -0
068763 -1
658312 -2
.561171 -2
084011 O.
617925 0.
619574 1.
183037 -2.
807123 -1.

ion 47

ant

y: -728.47

10481 1
40588 -
05128 -
28722 0
71124 0
91579 -
35845 -
59478 1

248924
275932
231275
352320
310118
578213
594605
354139
002722
610212
608347
967054
340499

661626
220858
235916
099694
749107

.187289
.738561
.280705
.170602
554481
079920
579122
411510
319475

7950385

C -4.068105 -0.099115
0O -4.651712 -0.089575
C -4.842107 -0.066974

.141732 -1.890332 1.612814

.015869
0.052523
1.401455
.156697
.248964
0.715671
0.055179
.383346

-0.368617 -0.999454 2.567664
-0.374238 -1.327515 3.912797
0.130129 -2.555246 4.335288
0.644916 -3.447930 3.400566
0.656196 -3.118155 2.052305
-0.742373 -0.028266 2.252945
-0.762584 -0.614276 4.636957
0.130611 -2.809770 5.393645
1.047170 -4.406528 3.723003
1.062807 -3.817462 1.323695
018096 -0.
354114 -0.
529894 -0.
361106 -0.
.902557 -0.
.494811 -0.
.134213 -1.
.048315 -2.
.391016 -2.
.309100 -2.
.847151 -3.
.504815 -3.
.583829 -3.
-2.837173 -0.149651 -2.738102
-0.484519 -1.100994 -2.468015

-0.713898
0.357080
-0.675846
-1.868324
-1.829908
-0.421025
0.178136
-0.727438
-0.691924
-1.556141
-2.426729
-2.438299
-1.601645

-2.192320
-0.010341
-1.507320
-3.099452
-3.118598

470966 -3.615070 -1.613633
986729 0.545348 0.557886

106658 0.410867 -1.936117
973339 -1.697348 -0.570930
196538 0.484202 -1.833553
713624 1.426282 -2.081954

-2.840851
-0.508461
-1.447145
0.329550
0.589205
1.478852
0.528421
-2.340465
-1.107249

0.180881
-0.894345
1.503752
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Energ
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-6.

-0.
-1.
-2.
-2.
-0.
-3.

.710296
.210688
.932155
.507626
.185715

-0.

-1

.128151
.143849
.145697
095542
046949

0.240540
1.117576
-0.990593
-0.707833
-1.570520

.241406 0.703683 -1.618729
-0.053500 -0.458389
0.001173 -0.170332
-1.171132 -0.062996
-1.118934 0.219094
0.113144 0.404678
1.288459 0.298454
1.230785 0.015511
-2.133656 -0.204451
-2.040104 0.292998
0.170026 0.637780
2.253393 0.434516
2.149883 -0.064777
-0.125480 2.749257
1.231835 1.508744
-1.262791 1.493212
-0.106123 3.647085
-1.050515 2.793848
0.736822 2.818177
-1.234088 2.376756
-1.247723 0.591831
-2.212841 1.510964
1.272065 2.396691
2.111097 1.529170
1.295968 0.612009
H 6.536619 1.015492 1.076063
H 6.616238 -0.666424 1.020695

.678076
.072122
.835358
.188666
.831964
.074582
.721747
.346327
.767538
.195695
.563948
.143441

.963588
.650802
.795459
.596305
.370243
.284162
.448688
.418401
.242714
.297468
.991108
277680

y: —-4329.11281686
Cu 0.692821 0.112579 -0.519019
Cl 1.352382 -0.474495 -2.532189
C 1.872684 1.596469 -0.610859

569832
417467
164078
702343
768180
587677
.341963
.157363

1.278635
.094736
.458739
.022571
.227747
-0.989887 3.000408 2.260116
-0.094698 3.821604 2.426664
-2.440388 3.451360 2.065014
-0.740937 1.660692 2.213085
.587994
.094848
.854679
.725519
.255896
.128348
.499877
.976519
.105144 .
.215223 2.903905 -0.
.638551
.087547
.088801

657000

-1.
-1.
-0.
-2.
-2.
-3.
-2.
-3.

2.8
3.9
3.8
2.6
1.4

459851
872414
768036
860730
819062
301803
104212
888363
14496 -
47696 -
45729 -
05136 -
61381 -

0.
0.
0.
0.
0.

-0.376705
0.794262
1.403149
-0.063059
1.695474
0.815109
-0.961702
-0.690978
339927
289534
526038
814944
858608

1.164595 2.443118
0.193171 1.442376

-0.
-1.
-3.
-4.
-3.
-2.
-1

4.9
4.7
2.5
0.4

.195199 -3.
.767155 -5.
.360789 -4
.038126 -2
.464498 -0.
-3.460885 2.
-2.742621 4.
-2.505690 4.

791101
830230
155617
156146
881689
566157
561705

03187 -
33431 -
19985 -
94845 -

0.

0.
0.
1.
. 1.
1.472540 0.980337 2.021037
.248651 2.044575 2.448506
.664049 0.686528 3.432409

1
0
0
0.
0
0

.290791
.976260
.804007
454682
.268215
.458598
798965
137003
034661
485112
021728
117204

355499 0.953008
174484 0.314606

.881345
.358952

543506
320461
492613
110533

0.

0
2
3.
0

0.060101
328256
.941773
.146018
142771
.683796
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-4

-1

-2

-2
-2
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-3.
-4.
-5.
-2.
-1.
-2.
-4.
-4.
-6.
-5.
-5.
-2.
-1.
-2.
-3.

-3.
-3.

-3.

336673
544784
561936
132051
170043
028486
855195
370807
515884
200098
731796
758161
011773
213037
410274
.472644
339991
512062
.780333
.290405
742375
.726809
.003210

1

5.

H 6.296260 -4
H 4.995301 -5

I,

56
Energ

Cu 0.163779 0.
Cl 0.208776 0.
C 1.979431 -0.
0.

o -1.
s -1.
0 -2.
Cc -2.
o -0.
F -2.
F -3.
F -1
c 2
c 3
C 4
C 4
c 2
H1
H 4
HS
H 4
H 2
c -1
o -0
c -1
N -1
c -0
c o0
c o0
c1

c o0
c1

Cc 3

Cc 3

c 2
H

H

H

H

H

N

H

H

C

C

C

H

H

H

H

H

H

1
0
0
0.
1
0
1

2
1
4
4.
3
4
4

.102867
.628793
.504655
870531
.243455
.191243
.349491

.791487
.742103
.587450
.518269
932190
.380093
.919458
.043072
300559
.655930
.773034

y: —-4021.59070808

729163
557595
210823
480026
148521
393738
752002
.967045

.402693
.777134
.677948
.213515
.843190
.700624
.136615
.747932
.914326
.472171

.023926
.119374
.749444
. 429585
.796190

.066181
.695885
.487048
.938193
.736471
.115010
.669701
.870525

1
1
0

2
2
3
2.
4
2
2

656999
.028967
.191566
.095848
437206
.354548
.729833
.988565
. 725160
.964888
.910811

-1.077499
-1.686179
-0.582059
-1.591965
-0.938728
-2.919566
-2.456731
-0.340580 -2.167387
0.138645 -0.978906
-0.199360 0.177727
1.473936 -0.098889
0.584543 -3.636516
0.307489 -3.301745
-0.883012 -2.790759

3.
2.
1.337653
0.
0.

108507
055991

509045
614430

-0.108032

2
4

.979857
.145755

3.121001
-0.366206
-0.362164

047457 0.229664
337292 2.349911
412540 0.376139

-0.081670
-0.702248
-1.992718

0

0.

0
1
0.
0
0

.469177
0.593384
063797
.493711
.679671
477176
.432264
.304742

0.397958 0.225156

0.663134 0.265164

-2.555774 0.571608
-2.990826 0.498113
-1.111023 0.280576
1.228225 0.
1.687533 0.

3.186045
3.956813
3.294707
2.201608
2.038550

145452
225454
0.698829
0.400195
2.038702
-0.162480
-1.450099

-0.828702 -1.545036
-0.071775 -2.314446

0.830432 -
2.029527 -
2.
2
1
0

922506 -

.662825 -
.472607 -
.575731 -
-2.151798 -1.539900 0.097287
-0.176198 -2.932705 -1.600574
-1.553513 -1.998276 -2.244221
-0.120704 2.231973 -3.370669
1.317386 3.846096 -4.591879

3.898042 3.543123 -5.033853

4.734467 1.279785 -3.964803

3.290216 -0.337551 -2.754746
-2.471379 -4.645497 2.032989
-0.673582 -3.288950 3.127710
-2.753231 -2.175584 2.301181
4.901315 3.432419 -5.040391

3.537947 4.451246 -5.288617

-3.203439 -2.321114 3.292258
-2.279757 -1.182822 2.304520
-3.580147 -2.179237 1.575222
-1.140951 -3.434040 4.111550

3.
3.
4.
4.
3.
3.

006139
526233
194427
361113
838428
175279

H 0.049588 -4.095210 2.959241
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H -0
H -2
H -3
H -1

TS

56
Energ

C -1.468745 1.
.301547
.215682
.615749
.102589
.720418
.848984
.524894
.841315

I ONNEFEDNDWNDE
[y

L I O I I A e |
DB BNONWWN

I O N WEN

-1.

.132655
.948808
.255394
.765483

2.331808
4.816003
4.677063
5.462138

y: -4021.56036203
Cu -0.023012 0.004599 -0.007954
Cl -0.038366 -0.040271 2.133484

.213009
.298813
.600416
.825351
.751363
.193891
.116554
. 442328
.841066
.932520

.758091
.582191
.903582
.969423
.786077
.599216

.315978
.311274
.649094
.567581
.202849
.879838
944869

1.
2.

1

3.

2
4

3.

4
2

3
2
1
0.
2
4
3
1

458747
096969
.715770
848460
.083296
.596860
983189
.257140
.569038
.442443
.951890
.580348
691671
.948263
.515685
.640602
.187771

B W w

-2
-1
0.
-0
0.

0
0
0
0.
0
0
0
0

.144647
.007856
.262586
.840497

209742 0.084763
-0.
-1.
-0.
-0.

172691
185200
995465
654782
.560632
.453666
589942

.734476
137562

.189832
.198150
.156506

104764

.136727
.228648
.243781
.170969

-0.382614 0.077772
.395325 -1.116715
.683600 -0.813852
.570455 -0.142872
.000034 -2.386319
.992719 -3.232869
.706206 -2.422610

0.017520
0.938564
2.090338
2.995916
2.769697
1.609417
0.715964

1.927873
2.435878
1.710870
2.205073
3.435709
4.154779
3.664550

3.783440 0.445534 -2.625670
1.705989 1.951181 -3.765752
1.865811 0.172093 -3.960353
-2.302239 -0.767584
-3.894404 -1.635632
-3.644573 -3.902954
-1.414049 -5.106454
0.183742 -4.230681

-1.
-2.
-4.
-3.
-1.

143427
804692
163466
374412
706693

3.561315

mIDmoDoDToDoDoDDIDoDToDoQOQED@DZonoDDID Do ozaoonommmm oo OoQO0no
W N OGO oyW s b WU 1
[

TS,

56
Energ

T O QO o

-1.
-1.
-2.
-2.
-0.
-2.
-3.
-2.

.229518
.996758
.808413
.219753
.063612
.016670
.194524
.525311
.359430
.613352
.482260

0
1
3
3.
3
3
1

.851692 1.163820
.060389 -0.698887
.083477 0.105647

278745 0.818817

.632679 -0.820385
.473884 0.528914
.238195 0.045011

-0.019368 -0.891994
1.594224 -1.614226
1.045533 1.893110
1.207896 1.586253
-0.231598 1.011942
-4.351505 -3.619645 -4.896303
-4.137585 -4.583045 -3.526759

y: —4021.57523604

Cu -0.020220 -0.749348
Cl -0.409705 -1.223091
C 1.684289 -1

552939
517448
109851
732987
251145
888549
901712
308810

C 1.711507 -

0
1
2
2
2.
3
2
2
2

.690342
.527040
.966840
.151990
.679966
638545
.969578
.064634
.526345
.878139

0.
0.
-0
-1
1
0
0.
0
2

-0

0.466390
2.550570
468248
388453
.055583
.386024

.117097
.216309

859541

.973209
.356633

.253247

5246



2.625376 -3.864602 0.112017
3.507584 -3.644222 1.164091
3.479186 -2.437387 1.862952
2.564909 -1.451223 1.519958
1.017793 -3.039014 -1.076162
2.647472 -4.803706 -0.437994
4.226233 -4.413736 1.440382
4.162335 -2.266380 2.692870
2.533859 -0.508106 2.061845
-2.210746 -1.500746 -1.262843
-1.336857 -2.212784 -0.748535
-3.679896 -1.663066 -0.912418
-1.866910 -0.594552 -2.215748
-0.465667 -0.420352 -2.499869
0.443862 -0.250293 -1.338005
1.608776 -0.110563 -0.862836
2.843670 0.608898 -0.767914
2.799778 2.008225 -0.644457
3.970547 2.739884 -0.615698
5.216982 2.099596 -0.710423
5.255891 0.696560 -0.828592
4.088782 -0.036136 -0.844568

-2.427081 0.254135 -2.276352
-0.097872 -1.296033 -3.055446
-0.357450 0.458365 -3.149547
1.831456 2.500125 -0.553022
3.931911 3.823709 -0.508756
6.380734 2.821732 -0.643751
6.220168 0.193271 -0.897408
4.127177 -1.121627 -0.929293
-4.559982 -0.555980 -1.485538
-4.094727 -3.013161 -1.513371
-3.824828 -1.709133 0.609657
-5.149689 -3.209771 -1.278794
-3.983635 -3.016203 -2.607400
-3.488801 -3.827761 -1.098353
-4.860462 -1.973141 0.864843
-3.152730 -2.453492 1.052111
-3.590303 -0.736792 1.060148
-5.600882 -0.735480 -1.185673
-4.278174 0.435639 -1.103814
-4.537754 -0.534663 -2.584466
H 7.233529 2.385371 -0.964172
H 6.330781 3.819181 -0.796219

mIDIDoDoDoDIDDIDoQoDnDzZzooooDImooooooooazooaommommm O

I,

56

Energy: -4021.62482768

Cu 0.272545 -1.433215 -1.966518

Cl 0.924621 -3.500729 -2.396610

C 2.076849 0.400891 -0.730943
-0.149837 -1.703709 -0.151183
-1.667350 -1.655248 0.037631
-2.354588 -1.884668 -1.237142
-1.926183 -3.168976 1.043068
-2.107119 -0.531947 0.852191
-3.221029 -3.276386 1.304850
-1.521957 -4.229384 0.376204

-1.256542 -3.068667 2.177703
2.689560 -0.460149 -1.651988
3.789423 -1.228405 -1.277817
4.298344 -1.128255 0.009525
3.715181 -0.247086 0.920845
2.614260 0.513596 0.555708
2.358985 -0.469896 -2.692111
4.237040 -1.908745 -1.999323
5.153431 -1.732288 0.306991
4.115836 -0.165336 1.929846

2.138144 1.179247 1.274502
-1.106648 -0.711003 -4.161043
0.042033 -1.077194 -3.794833
-1.704819 -1.404601 -5.370332
-1.820896 0.194041 -3.500644
-1.444169 0.832763 -2.240420
-0.117440 0.412772 -1.736072
0.827023 1.105427 -1.090330
0.646681 2.511963 -0.680036
-0.523328 2.933684 -0.036639
-0.688059 4.252605 0.355299

C 0.319228 5.197638 0.116811

C 1.500423 4.775238 -0.513411

ooz ooaoaxz@onmTm Q0" EO0O00no
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C 1.660472 3.455061 -0.894031
-2.770872 0.351161 -3.812449
-1.408952 1.922605 -2.403113
-2.248063 0.622937 -1.518940
-1.293711 2.199910 0.204105
-1.595192 4.557598 0.877736

0.180470 6.503578 0.548372

2.298865 5.496655 -0.689919

2.586571 3.140343 -1.375464

.886132 -0.653265 -5.976247
-0.613340 -1.600404 -6.422152
-2.162728 -2.772659 -4.835308
-2.586834 -3.358007 -5.662457
-1.321136 -3.329305 -4.401463
-2.930781 -2.661873 -4.057108
-1.023138 -2.174818 -7.263033
-0.249642 -0.639685 -6.811765

H 0.236510 -2.151634 -6.005787

H -3.218535 -1.180489 -6.879255

H -3.757680 -0.619592 -5.305258

H -2.620225 0.371463 -6.271735

H 0.767095 7.193079 0.098055

H -0.763363 6.827551 0.711283

DD oDTDOQOQOQDDZE @D m i mom
I
N

TS,

56
Energy: -4021.59795156
Cu -1.032794 1.166579 0.162915
Cl -2.737181 2.122835 -0.858329

.581059 -1.289091 1.915023
.565768 1.956045 0.853982

.684079 2.099037 -0.166151
.303588 1.557996 -1.473119
.701638 3.916547 -0.400804

.619971 4.234317 -1.301732
.514983 4.320008 -0.827241
.984448 4.520760 0.741995
-0.170100 -0.406338 2.705177
-0.122000 -0.471134 4.087028
0.681086 -1.419670 4.716030
1.434872 -2.300867 3.947976
1.387385 -2.236686 2.562047
-0.781091 0.353970 2.227179

4

5

4

1

FONNREREREOO

2
1
3
.985987 1.744320 0.377832
4
4
4

-0.705191 0.233140 4.676885
0.723724 -1.465160 5.802828
2.067792 -3.043784 4.430038
1.976063 -2.932633 1.967310
-2.840870 -0.977360 -0.586357
-2.214834 -0.645432 0.452960
-4.310306 -1.329765 -0.517855
-2.153057 -1.117511 -1.721449
-0.767848 -0.660360 -1.725359
-0.333345 -0.568382 -0.300022
.522563 -1.277174 0.450003
.547853 -2.026396 -0.327214
.868474 -1.565685 -0.385919
.824803 -2.270170 -1.095973
.491726 -3.453354 -1.772222
.166392 -3.910785 -1.716574
.211268 -3.201182 -1.005727
-2.650253 -1.181019 -2.600700
-0.130181 -1.385748 -2.245787
-0.686606 0.304061 -2.246942
3.135378 -0.632782 0.113940
4.849124 -1.899890 -1.139257
4.459963 -4.178166 -2.440917
1
0

PN WWN P o

.896890 -4.837347 -2.224332
.184225 -3.569401 -0.962103
-4.977839 -0.458923 0.545285
-4.995772 -1.117999 -1.866124
-4.378662 -2.807820 -0.109358
-6.071847 -1.300459 -1.753816
-4.865812 -0.086709 -2.222042
-4.641211 -1.818995 -2.636730
-5.430596 -3.108248 -0.015279
-3.902977 -3.457288 -0.857332
-3.887233 -2.972243 0.858103
-6.042680 -0.719139 0.605555
-4.525395 -0.618802 1.530389

-4.883060 0.605569 0.295760
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H 4.134574 -4.813618 -3.157118
H 5.292896 -3.670951 -2.709346

React
react

33
Energ

C -4.
-4.
-4.
-2.
-2.

-1

mIDIDoDoDoDDIDITDoQoaDnDDTDTmoooooaoaoaomEmaoam=z o

-
a

68
Energ

ion 48

ant

y: -673.

058140
640120
826386
702046
203941
.933000
.506143
.236614
.195413

.679887
.078127
.705474
.065012
.815560
.200951
.841405
.110588
.543148
.881907
.785526
.352119

.950746
.855280
.548880
.579426
.219739
.415406
.188135
.174006
.833334
.503728
.365812
.477509

y: —-684

153098765

0.007907 0.185254
-0.004525 -0.890334
-0.098931 1.507049
0.101671 0.245077
0.131332 1.122610
0.190144 -0.987062
0.140715 -0.713158
-0.631924 -1.652685
1.115676 -1.523528
0.099636 -0.470043
0.043723 -0.188988
-1.189283 0.039155
-1.242686 0.313779
-0.070836 0.363510
1.158004 0.137375
1.218610 -0.136610
-2.099981 -0.003969
-2.204873 0.489197
-0.115348 0.578319
2.075640 0.174760
2.174570 -0.315095
-0.008699 2.752729
1.032345 1.521011
-1.447690 1.485909
-0.082806 3.650413
-0.828901 2.806363
0.950220 2.813431
-1.548534 2.374304
-1.533587 0.589728
-2.282349 1.486159
0.942654 2.403844
2.015900 1.558607
0.995508 0.619835

4.41758839

Cu -1.045056 0.000973 -0.578855
Cl -1.446799 0.256586 -2.693992
C -2.034844 -1.603389 -0.891811

0 -0.623215 1.929790 -0.345354
S 0.296035 2.691505 0.575246

0 1.286213 1.863274 1.260562

C 1.261323 3.665757 -0.647184

0 -0.411806 3.690438 1.366858

F 2.234717 4.318686 -0.029428

F 1.809232 2.858816 -1.559525

F 0.479528 4.530169 -1.268609

C -1.481593 -2.873853 -0.944909
C -2.323079 -3.990516 -0.973830
C -3.699716 -3.833038 -0.986739
C -4.248342 -2.554282 -0.984084
C -3.414265 -1.442877 -0.954708
C 2.135821 -1.935059 2.358935

0 1.794225 -3.061225 2.701117

C 3.609153 -1.551332 2.207683

N 1.208775 -0.989339 2.049476

C -0.172943 -1.383045 2.099254
C -1.095231 -0.439314 1.442709
C -2.101071 0.284742 1.459224

C -3.323243 0.995283 1.438976

C -3.370467 2.397980 1.337414

C -4.602283 3.034191 1.351070

C =-5.777699 2.296278 1.476825

C -5.735678 0.907040 1.592556

C -4.515883 0.252787 1.569253
Br 0.379018 -3.224778 -0.962588
H -1.871325 -4.980305 -0.986747
H -4.341816 -4.710916 -1.017718
H -5.326923 -2.411289 -1.026878
H -3.846129 -0.443726 -1.002596

H 1.444528 -0.057961 1.712587
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-0.281934 -2.380537 1.643437
-0.515851 -1.493134 3.141554
-2.444410 2.965184 1.254702
-4.644916 4.117850 1.267770
-6.738045 2.809087 1.489453
-6.656405 0.337653 1.700912
-4.458318 -0.830847 1.657757
.853011 -0.044875 2.196794
.384382 -2.191513 3.356818
.063379 -2.165015 0.878647
.179212 0.479296 -1.141182
.231823 0.962557 -1.980944
.152214 1.754535 -1.089909
.023108 0.029282 -1.625338
.151155 -0.232237 -0.818487
.874156 -0.139826 -3.104917
.746866 0.107921 -2.444549
.813151 1.591095 -2.778743
.979413 2.179822 -1.669454
.596236 2.570109 -0.611970
.568123 1.115459 -0.301824
.794897 -0.496580 -3.578716
.052413 -0.831882 -3.302597
.603980 0.825497 -3.554685
.443183 0.441266 3.093184
.936500 0.144754 2.184831
.424144 0.448980 1.314768

IIDIoDoDoDoDDIDIIoDoDoDoDEDD DT T Q0000000000 mmmmmm T

BB U WWOuWwdkWERPNODOOWSREENDODDWDDDW

.125608 -1.939174 0.699945
.935032 -3.255530 0.893088
.481522 -1.754971 0.041257
.463481 -2.041780 3.210582
.108239 -1.740804 4.320262
.177563 -3.265597 3.414606
I,
54

Energy: -6536.90862787
Cu 0.060652 0.231038 0.256307
Cl -0.949639 0.273525 2.132239
0.999070 -1.148428 1.139237
-0.689707 1.955030 -0.495429
0.522575 2.860536 -0.398981
0.912639 3.496817 -1.642205
-0.066452 4.198804 0.709448
1.559131 2.138294 0.366219
0.915315 5.067618 0.887903
-1.100409 4.806727 0.152468
-0.425568 3.693733 1.874730
0.684335 -2.489733 1.024249
1.586907 -3.436099 1.507743
2.765460 -3.017677 2.115744
3.049747 -1.661694 2.245186
2.149198 -0.708082 1.772927
r -0.904831 -3.034565 0.171653
1.350354 -4.493360 1.402753
3.460572 -3.760905 2.501593
3.966015 -1.332997 2.731769
2.344138 0.356853 1.894100
-3.278162 -0.997608 -1.218586
-3.248640 -2.137881 -1.662041
-4.400796 -0.531176 -0.290681
-2.297354 -0.088917 -1.511852
.191765 -0.435413 -2.367230
.132269 -0.415725 -1.705644
.363013 -0.414611 -1.619577
.767995 -0.547459 -1.481760
.594981 0.586039 -1.432990
.962105 0.423117 -1.268411
.506861 -0.855139 -1.161090
.690228 -1.983165 -1.223522
.321794 -1.834786 -1.382509
-2.348205 0.866941 -1.180199
-1.387549 -1.454726 -2.729312
-1.143172 0.240794 -3.232774
3.147257 1.574734 -1.504290
5.607541 1.297537 -1.222252
6.581206 -0.974002 -1.030035
5
2

I
i

wWbh s WwWwNhE o

.122955 -2.978192 -1.142064

.661866 -2.700475 -1.421079
-4.301857 0.932175 0.131300
-5.720097 -0.769325 -1.027850
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C -4.336387 -1.424054 0.952381
H -5.168761 -1.180266 1.627248
H -4.409243 -2.482103 0.672891
H -3.395897 -1.273253 1.501789
H -6.565019 -0.539742 -0.364005
H -5.804067 -0.126659 -1.915835
H -5.799831 -1.813364 -1.351452
H -5.146877 1.175934 0.789092
H -3.382988 1.142454 0.698746
H -4.358072 1.617863 -0.727294
TS
54

Energy: -6536.88223724
Cu -0.343191 -0.123348 -0.735998
Cl -0.281044 -0.933475 -2.711148
C -2.208534 -0.190036 -0.974083

1.420789 0.789437 -0.819724
.452380 1.340924 0.127916
.570595 0.423342 0.349372

0

1

0
.128205 2.704878 -0.893881
.898304 1.994899 1.312647
.066041 3.340833 -0.208236
.648633 2.233849 -2.013367
.155268 3.559953 -1.190029
-3.061317 -1.187362 -0.538909
-4.441648 -0.997269 -0.611179
-4.950520 0.181261 -1.140145
-4.087226 1.169168 -1.604676
-2.711012 0.978098 -1.534087
Br -2.413640 -2.806254 0.188660
-5.102064 -1.783440 -0.250410
-6.028134 0.321383 -1.199035
-4.479136 2.088517 -2.035360
-2.034050 1.742097 -1.916879
.840240 -1.997264 0.986501
.703349 -1.867505 0.499279
.921124 -2.802116 0.298787
2
2

N Wb = wwNd

aaoaoaammEmOo QO no

.022893 -1.494895 2.226404
.849038 -0.886844 2.827246
0.036194 -0.320925 1.804827
-0.695011 0.493132 1.111454
-1.514472 1.683041 1.310161
-1.115379 2.930105 0.821926
-1.963401 4.021747 0.963158
-3.205468 3.878471 1.575387
-3.598980 2.635462 2.062140
-2.757339 1.538004 1.933219
2.951064 -1.260326 2.555682
3
3
0
0
1
2

I ON DN O

0.313980 -1.629095 3.437905
1.158766 -0.051644 3.470632
-0.137774 3.037702 0.355983
-1.647924 4.993989 0.588947
-3.866396 4.737656 1.675275
-4.568004 2.516673 2.543760

ITmoDoDoDDIDoDTOQQED oD DD DIDIToDOOO000000z000mm T

-3.064696 0.554449 2.287875
2.984468 -2.405846 -1.176085
4.287020 -2.638284 0.957586
2.457514 -4.262851 0.423855
3.191915 -4.914144 -0.068261
2.379365 -4.573261 1.475813
1.484069 -4.410273 -0.059793
5.018040 -3.251643 0.415315
4.627714 -1.596327 0.914459
4.288972 -2.989222 2.000489
3.704066 -3.059040 -1.687972
2.007860 -2.514520 -1.663435
3.311293 -1.365519 -1.289243

TS..>

54

Energy: -6536.90468413
Cu -0.036759 -1.189387 0.365194
Cl -0.225011 -2.230307 2.257155
C 1.578569 -0.329058 0.926310
O -1.615243 0.517485 0.584972
S -1.791031 1.889658 0.036908
0 -2.261743 1.919658 -1.358994
C -3.217865 2.512859 1.003907
0 -0.697787 2.811131 0.363455
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-
N

Energy:

-3.530360 3.738306 0.612254
-4.271950 1.720794 0.815267
-2.921811 2.528821 2.293450
2.772673 -1.053733 0.879024
3.877861 -0.633103 1.600849
3.778430 0.520592 2.377463
2.585359 1.237125 2.446727
1.480654 0.817991 1.718166

r 2.898199 -2.613217 -0.178911
4.802786 -1.204220 1.559087
4.649571 0.859473 2.935282
2.517074 2.131668 3.061758
0.554996 1.393799 1.717999

-2.

-1

-3.

-1

I
o

Wk s wdhND e o

242043
.377670
711112
.866839
.461288

.403603
.426175
.469817
.208904
.217072
.474711
. 738989
.742131

-1.591636 -1.170020
-2.275432 -0.570929
-1.819364 -0.892766
-0.725995 -2.126430
-0.577351 -2.416756

-0.262502 -1.226627

.9
.9

23495 -1.851944
87322 -1.630397

0.467861 -1.028966
1.415139 -1.211747
2.780600 -0.998893
3.704483 -1.229293
3.278596 -1.653255
1

0

-2.424934 0.123538 -2.233666
-0.084238 -1.517356 -2.843461
-0.358272 0.215854 -3.165846
3.080029 -0.651459
4.763738 -1.075182
4.010986 -1.829715
1.601055 -2.181982
-0.076338 -1.779523
.608180 -0.781310 -1.559631
.020270 -3.211512 -1.464822
.930408 -1.823100 0.621453
.654481 -1.007354 -1.316253
.402102 0.236374 -1.201134

I WU W

54

.218845
.022675
.260860
.724261
.924843

.517295
.969740
.259360
.746224
.075859
.850377
.400481

-0.798954 -2.654914
-2.109145 0.832659
-2.533461 1.118596
-0.830513 1.048868
-3.450578 -1.278683
-3.245848 -2.550513
-3.979672 -0.987275

Cu 0.693216 0.
Cl 1.579964 0.

0]

mImIEpoDTDTToDID DO 00z0000maa000n

I OO0 0O W BNWNNE

-3.

.508277
.475404
. 772948
.997333
.108965
.951889
.372795
.764870
.460035 2.434268 -1.127351
.265312 2.041972 0.052821

.912161 3.874365 -1.280477

1.
1.
0.
2.
2.
2.
1.
3.

-6536.94697504

321884 0.577182
976247 2.472051
381588 0.521051
415533 -0.665244
052979 -1.120409
026900 0.158244
405227 -1.666750
133473 -0.753824
179987 1.093487
213196 0.692201

321144 1.661593 -2.198111
.059327 0.247869 -2.194294

.438137
.493723
.470215
.028463
.943536
.303724
. 747347
837579

-0.210184 -0.843152
-0.880285 -0.392604
-1.562098 -1.266441
-2.285261 -2.380505
-2.932883 -3.203304
-2.869874 -2.918061
-2.168966 -1.798603
-1.524686 -0.971071

0.578197 2.057136 -3.093360
-0.934686 0.131910 -2.853693
0.773815 -0.331081 -2.618094

-0.

-2

-5.
-5.

-4

956955
.589486
019821
810341
.183183

-2.381839 -2.563350
-3.503646 -4.060015
-3.379614 -3.560347
-2.126738 -1.567429
-0.973987 -0.096480

5252



C 0.984867 4.334610 -2.732273

C -0.061670 4.760674 -0.500049
C 2.308670 3.923307 -0.642433

H 2.713185 4.940676 -0.727848

H 2.267459 3.644994 0.417401

H 2.999283 3.231280 -1.145687

H 0.293027 5.799273 -0.526209

H -1.068516 4.732860 -0.940034
H -0.133706 4.441333 0.545233

H 1.282311 5.390304 -2.756609

H 1.743606 3.784876 -3.309253

H 0.013974 4.260798 -3.243285

C -1.635050 -0.986477 1.090354
C -1.188627 -2.141065 1.744458
C -1.256932 -2.252243 3.125041
C -1.788975 -1.209835 3.878835
C -2.262708 -0.064784 3.252562
C -2.188608 0.037268 1.868361

H -0.749415 -2.935792 1.143522
H -0.883522 -3.148591 3.614954
H -1.833132 -1.283472 4.963492
H -2.684456 0.754980 3.828710

Br -2.898155 1.603499 1.058058

TS,

54

Energy: -6536.92600039

Cu -0.752394 -1.352301 0.348318
Cl -0.862329 -3.497244 -0.180880
C 0.822188 1.484676 1.161258
-2.149747 -0.287602 1.096905
-3.100171 0.294820 0.065740
-2.744658 -0.121257 -1.296232
-4.637955 -0.628125 0.445421
-3.381031 1.700921 0.306661
-5.592790 -0.249495 -0.390587
-4.421174 -1.924983 0.307298
-5.019173 -0.375784 1.687468
2.143735 1.417680 1.608154
2.480517 1.679481 2.930078
1.477977 2.019832 3.830831
0.157887 2.114728 3.402957
-0.167183 1.857913 2.076623
r 3.553994 1.039827 0.386945
3.520469 1.620976 3.242742
1.736223 2.220095 4.868964
-0.627675 2.391508 4.102615
-1.199332 1.925188 1.734429
.793556 -1.954296 -0.772981
.330269 -1.329014 0.223720
.851075 -3.023083 -0.605806
.364285 -1.592931 -1.977286
.272495 -0.627372 -2.036136
.176469 -0.020697 -0.675638
.449280 1.224025 -0.256063
.257381 2.385739 -1.145105
-0.730104 2.389993 -2.141417
-0.868141 3.488565 -2.981691
-0.036221 4.593283 -2.836407
0.927611 4.607082 -1.830381
1.067672 3.519436 -0.981555
1.575990 -2.164213 -2.785891
0.514516 0.175526 -2.749184
-0.657896 -1.120764 -2.351978
-1.440086 1.564566 -2.204440
-1.650256 3.487345 -3.738441
-0.150858 5.453950 -3.492999
.572142 5.474882 -1.702250
.821420 3.536426 -0.195999
.912520 -3.432683 0.862774
.498006 -4.235984 -1.472068
.197250 -2.432725 -1.044555
.206705 -5.044491 -1.251873
.481861 -4.592310 -1.258587
.585564 -4.026337 -2.548622
.971561 -3.204762 -0.945076
.181267 -2.101138 -2.091750
.480674 -1.580068 -0.414616
.686714 -4.200487 0.987868
.164742 -2.578322 1.502988
.951717 -3.845047 1.196108

OO OO RNRERE
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React
react

33
Energ

C -4.
-4.
-4.
-2.
-2.
-1.
-0.

mIIDoDoDoDoDDDITDoQoaDnDIDoDTmoOoooaooommaoam=z o

-
a

68
Energ

ion 49

ant

y: -673.

058140
640120
826386
702046
203941
933000
506143
.236614
.195413

.679887
.078127
.705474
.065012
.815560
.200951
.841405
.110588
.543148
.881907
.785526
.352119

.950746
.855280
.548880
.579426
.219739
.415406
.188135
.174006
.833334
.503728
.365812
.477509

y: —-684

153098765

0.007907 0.185254
-0.004525 -0.890334
-0.098931 1.507049
0.101671 0.245077
0.131332 1.122610
0.190144 -0.987062
0.140715 -0.713158
-0.631924 -1.652685
1.115676 -1.523528
0.099636 -0.470043
0.043723 -0.188988
-1.189283 0.039155
-1.242686 0.313779
-0.070836 0.363510
1.158004 0.137375
1.218610 -0.136610
-2.099981 -0.003969
-2.204873 0.489197
-0.115348 0.578319
2.075640 0.174760
2.174570 -0.315095
-0.008699 2.752729
1.032345 1.521011
-1.447690 1.485909
-0.082806 3.650413
-0.828901 2.806363
0.950220 2.813431
-1.548534 2.374304
-1.533587 0.589728
-2.282349 1.486159
0.942654 2.403844
2.015900 1.558607
0.995508 0.619835

4.42904911

Cu -0.530375 0.850247 0.516649
Cl -1.084595 1.674709 2.467940
C 1.015600 1.944234 0.694804

I
S

aaoaoaoaoaoaoaoazaooaoaoaoaEEmMO0 00 no
I O NDWNONWWN

-1

-2.
-2.
-1.
-3.
-3.
-4.
-2.

183883
594870
498892
665572
478770
134496
959932
.673368

.207749
.382882
.360532
.134101
.942951
.381139
.250098
.741479
.061234

675255

.336839
.275235
.267719
.590547
.522210
.157260
.852525
.904756

-0.287698 0.396489
-1.153328 -0.768172
-1.958135 -1.312766
-2.371725 0.089308
-0.482584 -1.713229
-3.242985 -0.786735
-3.037197 1.010768
-1.763874 0.689818
1.245290 0.690579

2.000743 0.661222
3.387299 0.643672
4.044701 0.666772
3.325925 0.704830
-1.096775 -1.899552

-0.234348 -1.942520
-2.563101 -1.652939
-0.796424 -2.081952
0.549473 -2.392334
1.164084 -1.506883
1.956812 -1.330135
2.926761 -1.058175
2.557979 -0.752063
3.547407 -0.481269
4.891791 -0.526500
5.263498 -0.847640
4.287756 -1.107092

H 2.257787 0.160824 0.694969
Br 5.042748 1.098029 0.651051

jas

4.294060 3.944256 0.624350

2.103217 5.133117 0.677550
-0.014625 3.838408 0.774505

1.596217 1.151344 -2.345441

H
H
H 0.323382 -1.481548 -1.939115
H
H

0.280647 0.622193 -3.418142
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H
-

-3.858653 1.503434 -0.742074

1
-5.544771 3.269235 -0.235970
-4.898969 5.659789 -0.313684
-2.577186 6.315074 -0.891552
-0.880930 4.554555 -1.365278
1.561602 -3.521618 -1.774133
3.811790 -2.934847 -2.681362
3.339654 -2.642820 -0.246129

3

0.202436 -3.190747 1.317401
-0.334058 -4.334239 1.998772
-0.418490 -5.438526 0.978543
-0.003495 -1.947595 1.732221
0.426317 -1.050604 1.019262
-0.718095 -1.724046 3.025306
0.334514 -4.590131 2.833204
-1.324579 -4.097426 2.404424
-0.819527 -6.350931 1.434391
-1.077884 -5.134919 0.156151
0.571457 -5.659745 0.562795
-0.378671 -2.419740 3.800856
-0.568147 -0.691347 3.347218
-1.794966 -1.873460 2.874810

1.109178 -3.489459 -2.775742
1.914336 -4.550041 -1.609029
0.781199 -3.317948 -1.028933
3.686138 -3.666712 -0.043526
4.191465 -1.957381 -0.149089
2.590239 -2.380595 0.513206
4.168915 -3.957562 -2.494987
3.410579 -2.898638 -3.704220
4.661805 -2.245996 -2.622516

54

Energy: -6536.90749979
Cu -0.690249 0.111591 -0.169636
Cl -0.837902 1.239873 -1.972458

C

mToQOoammID@DoDoDoDTDOoOoao0000zooQEDonwm o000 no

0.954832 -0.381259 -0.952245
-2.585395 0.420831 0.494528
-3.153360 -0.964870 0.272956
-3.741750 -1.585116 1.444472
-4.526621 -0.652072 -0.901975
-2.151801 -1.742096 -0.489980
-5.086907 -1.806257 -1.225022
-5.424995 0.130758 -0.327829
-4.062091 -0.067357 -1.990452
2.139407 0.231404 -0.595341
3.306636 -0.414479 -0.999702
3.278940 -1.589273 -1.744162
2.053936 -2.141453 -2.099770
0.860164 -1.529109 -1.718120
2.172682 1.144758 -0.000177
4.975994 0.314151 -0.481166
4.211997 -2.059454 -2.045609
2.021084 -3.053269 -2.693615
-0.104443 -1.940281 -2.010259
0.298848 3.043367 1.212657
1.410846 2.610535 1.494026
0.108298 4.313024 0.387831
-0.818306 2.427289 1.705992
-0.663980 1.260193 2.541877
-0.217783 0.040122 1.833907
0.151566 -1.127554 1.694738
0.674234 -2.428314 1.487052
-0.185425 -3.507292 1.221982
0.353546 -4.764136 0.993943
1.734134 -4.951817 1.035601
2.588856 -3.885290 1.309528
2.065073 -2.622135 1.534455
-1.737579 2.622810 1.330183
0.079061 1.477395 3.319875
-1.626842 1.045944 3.019165
-1.258835 -3.332974 1.175266
-0.305366 -5.603159 0.780984
2.149173 -5.941975 0.854103
3.665559 -4.039192 1.340913
2.715608 -1.771630 1.735087
-1.322294 4.518980 -0.102588
0.504561 5.469419 1.314125
1.067534 4.255897 -0.800719
1.025467 5.202429 -1.356890

5255



DT m m mm m T

2.097190 4.096065 -0.460334
0.799110 3.442934 -1.489742
0.433497 6.421644 0.770507
-0.160340 5.526712 2.187961
1.534773 5.346983 1.670388
-1.365785 5.421984 -0.725919
-1.671408 3.678628 -0.719886
-2.026974 4.674416 0.727704

TS,

Energy:

54

-6536.88554744

Cu -0.001781 0.209990 0.840458
Cl 0.131904 -0.434093 2.874160
C 1.849117 0.511145 0.939649

.960452 0.339162 0.820831

IDIDIDTDToDoDIEDIDIoQODDDDIoDoDoDIDoooooooaoazoooamommnowm oo Oo00ono

TS

-1

-3.
-3.

-4
-2

-5.

-4
-4

2
4
4
3.
2
2

457511
.441193
.889426
531957
.669684
.133719

.740356
.089756
.537472

609807

.251558
.407395

0.

0
0
0
2
-0
-0

1.
2.
1.
-1

060569 0.170486 -0.195492

1.226203 -0.383456
965633 0.711496
.968278 -1.408488
.924648 -0.038774
.337275 1.850194
.232033 0.961229
.429865 0.455939
.087177 0.449286
141735 0.918929
051353 1.414552
741019 1.434695
.394114 0.079350

r 5.346075 -1.333254 -0.234656
5.599107 1.376085 0.902180
3.947412 3.012850 1.797809
1.528760 2.454298 1.830135
-0.813591 -2.470885 -1.027625
0.101927 -1.786695 -0.524519
-1.342900 -3.717524 -0.356176
-1.223816 -2.101826 -2.255161
-0.556787 -0.933919 -2.807657
-0.045549 -0.081309 -1.725449
0.123585 0.922354 -0.984704
0.281163 2.367802 -1.101147
-0.696757 3.246432 -0.626013
-0.478636 4.616772 -0.702956
0.706735 5.116185 -1.234916
1.683707 4.238418 -1.695798
1.476886 2.866643 -1.628203
-2.142788 -2.368918 -2.586310
0.255198 -1.248726 -3.479204
-1.281440 -0.332336 -3.373129
-1.626475 2.852396 -0.221478
-1.245285 5.299198 -0.340983
0.870929 6.190985 -1.286997
2.615530 4.621723 -2.107812
2.247038 2.169067 -1.957713
-1.607555 -3.418859 1.120132
-2.602325 -4.254372 -1.028652
-0.210481 -4.749644 -0.483398
-0.526869 -5.686070 -0.005500
0.022524 -4.967162 -1.535545
0.702469 -4.400766 0.014052

-2.
-3.
-2.
-1.
-0.
-2.

B
ar

54

929918
421100
421383
912627
711117
409177

Energy: -653
Cu -0.122943
Cl -0.269784
C 1.797151 0.

¢}

T O QO Wm

-2.
-2.
-3.
-4.
-2.
-5.
-4.

092236
939169
463550
379269
359024
284262
912518

6.

1
0
0.
2
1

5.157111 -0.497593
3.526006 -0.983167
4.548040 -2.073457
4.347942 1.620102
3.035007 1.622528
2.679201 1.235001

89515215

-0.049193 0.530505
-0.380332 2.666886
245367 0.638995
0.071825 0.324602
.029718 -0.268587
.665205 -1.588825
963227 0.865379
.358408 -0.110590
.844906 0.471585
0.252211 0.835053
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-3.995699 1.242755 2.095620
2.578607 -0.752363 0.069502
3.885249 -0.895839 0.526650
4.406256 -0.059691 1.505821
3.600458 0.940928 2.045678
2.290346 1.102846 1.618060
2.182217 -1.411650 -0.699264
r 4.978205 -2.244397 -0.228620
5.433771 -0.188605 1.837472
3.996607 1.593841 2.820849
1.658753 1.881331 2.040360
-1.241224 -2.204959 -1.044804
-0.140313 -2.122745 -0.480580
-2.279023 -3.231041 -0.627335
-1.510940 -1.405838 -2.109533
-0.538723 -0.405023 -2.465815
0.040082 0.399998 -1.362283
0.833008 1.255030 -0.880999
1.388649 2.591547 -0.894506
0.510017 3.678313 -0.813701
1.021696 4.969266 -0.881496
2.388876 5.174055 -1.035333
3.260661 4.087863 -1.114497
2.767250 2.795393 -1.032516
-2.481498 -1.138207 -2.260508
0.313370 -0.885509 -2.969841
-1.007762 0.284509 -3.180286
-0.556609 3.493021 -0.688417
0.344807 5.818373 -0.813355
2.782647 6.187481 -1.091037
4.329442 4.252220 -1.235913
3.437180 1.937377 -1.079404
-3.651842 -2.978955 -1.245099
-1.736212 -4.581831 -1.115490
-2.381482 -3.237232 0.898390
-4.351318 -3.744997 -0.885785
-4.063721 -2.001156 -0.958033
-3.632934 -3.049865 -2.342056
-3.054229 -4.047473 1.210981
-1.401445 -3.397882 1.361829
-2.778782 -2.286672 1.275590
-2.429896 -5.381422 -0.822399
-1.636782 -4.602288 -2.210250
-0.755911 -4.793659 -0.671211
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54
Energy: -6536.94852935

Cu -0.624616 -0.473083 -0.021380
Cl -1.513109 -2.314168 0.784046
C 2.214773 -0.062775 0.098797

-0.418602 0.388149 1.632029
-1.383229 1.575282 1.723013
-2.480082 1.420393 0.762969
-2.101716 1.286197 3.387443
-0.701243 2.859729 1.776808
-2.966728 2.257307 3.639520
-2.720225 0.124993 3.414130

-1.141077 1.307199 4.293856
1.886997 -1.389338 -0.209964
2.407978 -2.423237 0.562220
3.251935 -2.163024 1.632156
3.592792 -0.842678 1.919026
3.086996 0.201568 1.158143
1.296586 -1.628263 -1.094902
r 1.965343 -4.205726 0.131110
3.642733 -2.984639 2.227662
4.256029 -0.632071 2.755878
3.336590 1.233870 1.398380
-1.903240 -0.076434 -2.354467
-1.162297 -0.903632 -1.755396
-3.112569 -0.634216 -3.079576
-1.696517 1.234608 -2.321074
-0.637376 1.919856 -1.580327

ooz ooaEmmmwm QR0 00no

0.256181 0.991737 -0.850280
1.574045 1.044595 -0.644981
2.403986 2.194232 -1.073223
2.016423 3.500446 -0.755868
2.802357 4.577707 -1.152888
3.977569 4.360099 -1.864970
4.377568 3.060065 -2.167809
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C 3.600514 1.981432 -1.766947

H -2.390235 1.826133 -2.760890

H -0.027328 2.488397 -2.301095
H -1.125251 2.636801 -0.903931

H 1.121434 3.659706 -0.152191

H 2.500901 5.590543 -0.891410

H 4.591430 5.204125 -2.174860

H 5.302115 2.886925 -2.715944

H 3.911602 0.961586 -1.993570

C -3.761389 0.366443 -4.030377

C -2.694737 -1.889603 -3.845928
C -4.093122 -1.010461 -1.955621
H -4.997746 -1.447738 -2.399245
H -3.646605 -1.739876 -1.267131
H -4.387314 -0.128043 -1.369978
H -3.583663 -2.343334 -4.302812
H -1.982557 -1.655069 -4.648837
H -2.235819 -2.624321 -3.176048
H -4.588731 -0.126648 -4.555682
H -4.202991 1.226022 -3.504002

H -3.059901 0.731509 -4.793907

TS:"
54
Energy: -6536.92688618

Cu 0.574622 -0.174055 -0.858055

Cl -0.636005 -1.298814 -2.202176

C -2.534770 0.855555 -0.419268
0.739976 -0.996769
0.028846 -0.342252
-1.366262 -0.041773
-0.027521 -1.723046
0.816691 0.717386
-0.634209 -1.307651
-0.697495 -2.735887
1.202598 -2.108387
-0.475239 -0.095466
-1.087454 -0.649935
-0.414890 -1.531394
0.909472 -1.851691
1.546943 -1.292502
-1.031993 0.573786

0]

N oNoNoNoNO N NN NONe NN

2.

SO DWW

276691

.445439
.113705
.649757
.068131
. 749783
.131238

4.943730

-2.
Br -4.290037 -2.895157 -0.220678

.819554
.932193
.767803
.482882
.385372
169829

H -5.625831 -0.924272 -1.963872
-5.125015 1.444795 -2.548166
-3.165071 2.581773 -1.548675
-0.895406 1.890331
-1.042559 1.065293
-2.075496 2.698961
0.334078 2.123424
1.478007 1.412049

jas]

ja=iigasiaciiccjicsicuiifcciiacii= @ N @ IN@ e =iy« siac =i« i« s« s s O HO NONONO NONONO N I =IO IO @R+

| O oo

2
0
1
1
0
2.
0
0
3
3
2

.951593
.017791
.453676
.420840
.864578

.146366
.373735
.518775
.580394
.715530
.787263
.729957
.603482

.329683
.367242
.696280
.243315

015027

.860263
.456720
.422388
.718493
.418341

116174

.752835
.443820
0.560018 -2.402045 3.488766

0
2
2.
3
5

1.

1
1
2
3.
5
5
4
3

.034747
.538436
.984401
920772
.263560
.680653
.753618
.412767

0
0
0
0.
0
1
1
1

.394529
.164949
.500963
056436
.392702
.174875
.614784
.276317

.450675 2.558968
.145763 2.131712

014645 0.937264

.590386 -0.577769

. .985832 0.033495
-1.894786 6.731732
-3.572403 5.078105
-3.342151 2.686020

.842322
.220201
.331650
.195049
.515903
.242080
.076015
325053

1
2
1
3
3
1.
2
1
0
4
4

.436491
.223004
.611799
.245013
.859646
829979
.440214
.431502
.986779
.480498
.496991

188710 -2.746438 3.773352
577050 -1.643972 2.437380
895884 -1.022391 3.977710

Reaction 50
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reactant

33
Energy: -673.153098765
C -4.058140 0.007907 0.185254
-4.640120 -0.004525 -0.890334
-4.826386 -0.098931 1.507049
-2.702046 0.101671 0.245077
-2.203941 0.131332 1.122610
-1.933000 0.190144 -0.987062
-0.506143 0.140715 -0.713158
-2.236614 -0.631924 -1.652685
-2.195413 1.115676 -1.523528
0.679887 0.099636 -0.470043
2.078127 0.043723 -0.188988
2.705474 -1.189283 0.039155
4.065012 -1.242686 0.313779
4.815560 -0.070836 0.363510
4.200951 1.158004 0.137375
2.841405 1.218610 -0.136610
2.110588 -2.099981 -0.003969
4.543148 -2.204873 0.489197
5.881907 -0.115348 0.578319
4.785526 2.075640 0.174760
2.352119 2.174570 -0.315095
-3.950746 -0.008699 2.752729
-5.855280 1.032345 1.521011
-5.548880 -1.447690 1.485909
-4.579426 -0.082806 3.650413
-3.219739 -0.828901 2.806363
-3.415406 0.950220 2.813431
-6.188135 -1.548534 2.374304
-6.174006 -1.533587 0.589728
-4.833334 -2.282349 1.486159
-6.503728 0.942654 2.403844
-5.365812 2.015900 1.558607
-6.477509 0.995508 0.619835

IIDoDoDoDoDD D ITDIOoQo@DD@DoDTmooOooooQmToam=z o

-
a

68

Energy: -6844.42906821

Cu 0.172172 0.754527 0.515456

Cl 0.484257 1.794086 2.409900

C 1.984250 0.210741 0.704808

0 -1.730709 1.380510 0.383074
-2.716181 1.214179 -0.744999
-2.782179 -0.150024 -1.274077
-4.288218 1.413530 0.178696
-2.699586 2.310263 -1.705678
-5.311721 1.256797 -0.642596
-4.372015 0.487835 1.141395
-4.349996 2.608515 0
2.165547 -1.156321 0.615476
3.472790 -1.643568 0.535351
4 0
4

.738172

S

¢}

C

¢}

F

F

F

C

C

C 4.539093 -0.759039 0.578171

C 4.336113 0.612282 0.697285

C 3.037052 1.106977 0.766548

C -0.007815 -2.944607 -1.650301
0 1.180397 -3.225085 -1.530178
C -1.081542 -4.023318 -1.498076
N -0.422711 -1.689693 -1.991697
C 0.542672 -0.673293 -2.300144
C 0.471827 0.580491 -1.519558

C 0.598223 1.811294 -1.429422

C 0.862238 3.191437 -1.257578

C -0.170640 4.109576 -0.997825
C 0.142950 5.448246 -0.824297

C 1.464493 5.880719 -0.918204

C 2.490321 4.976364 -1.189563

C 2.196986 3.632569 -1.353335

H 1.339785 -1.860264 0.558460

H 3.635754 -2.712434 0.416048
Br 6.308853 -1.426051 0.474430
H 5.185139 1.290472 0.751543

H 2.865166 2.174524 0.890302

H -1.398139 -1.409953 -1.917568
H 1.532898 -1.127743 -2.142925
H 0.476051 -0.380860 -3.360085
H -1.196970 3.751852 -0.946252
H -0.650296 6.162872 -0.616296
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1.698441 6.935163 -0.781476
3.518710 5.322180 -1.269818
2.981684 2.908088 -1.566451
-2.509316 -3.507607 -1.629821
-0.804600 -5.049179 -2.601938
-0.890184 -4.679302 -0.130714
-2.663949 -2.123704 1.444287
-3.880609 -2.336823 2.176817
-4.856292 -2.967998 1.220090
-1.731113 -1.266952 1.842931
-0.749296 -1.141669 1.123857
.935184 -0.524966 3.123803
-3.663648 -2.989650 3.034569
-4.264070 -1.380860 2.552078
-5.807673 -3.169613 1.725460
-5.042115 -2.291894 0.376257
-4.460713 -3.912881 0.828142
-2.336916 -1.171069 3.911981
-0.989742 -0.080853 3.440663
-2.647166 0.293517 2.949621
-2.698404 -3.054619 -2.613482
-3.208082 -4.350149 -1.524014
-2.749472 -2.773731 -0.849819
-1.585843 -5.523994 -0.020338
H 0.134601 -5.052859 -0.020460
H -1.091991 -3.963449 0.677168
H -1.507695 -5.889579 -2.515113
H -0.933323 -4.603024 -3.598589
H 0.218581 -5.435335 -2.527554

js=iya=iiyaciiasiiejiie siie i« it i aaiie s i« OO NGO NO NO MO N IO IN@ N« i=sjjs:)
I
i

I

54
Energy: -6536.90832544
Cu -0.782207 0.002809 -0.116146
Cl -1.198464 0.869392 -2.017853
C 0.971005 0.454105 -0.646361
-2.647145 -0.699494 0.277195
-2.400218 -2.183095 0.103836
-2.755091 -3.003788 1.245863
-3.563130 -2.624799 -1.243412
-1.048126 -2.348929 -0.472587
-3.419317 -3.907686 -1.532896
-4.803689 -2.397829 -0.844130
-3.304145 -1.898423 -2.314886
1.587790 1.618122 -0.230007
2.972856 1.695683 -0.375466
3.665689 0.632927 -0.946037
3.011378 -0.503413 -1.404448
1.626264 -0.590863 -1.272909
1.029883 2.434222 0.231574
3.507820 2.580244 -0.036258
r 5.552296 0.729905 -1.087390
3.571775 -1.315758 -1.862051
1.088564 -1.463376 -1.641051
-1.674244 3.005440 1.156820
-0.551724 3.232653 1.595284
-2.389383 3.974139 0.218982
-2.357808 1.894643 1.566363
.734031 0.985052 2.498374
-0.635711 0.169032 1.935569
0.290376 -0.644506 1.931034
1.431746 -1.482446 1.874912
1.305091 -2.845180 1
2.445586 -3.628079 1.
3.701903 -3.066366 1.684860
3.829996 -1.717748 2
2.698830 -0.923440 2
-3.180208 1.571667 1
-1.319106 1.563908 3
-2.501957 0.305448 2.
0.315696 -3.256258 1.367374
2.356154 -4.682429 1.210024
4.592419 -3.687185 1.601332
4.814007 -1.285547 2.183847
2.775263 0.136291 2.350011
-3.612254
-2.822190
-1.382525
-1.844957
-0.500608
-1.053049

.373862 -0.469675
.155320 1.096451

.453026 -0.825768
.217527 -1.464894
.889066 -0.342443
.624569 -1.468114

mImIroQOar@oDnoDoDoDIDITDOoooo0000zooammwm oMo Q0 no
I
[

3
5
4
5
4
3
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T momm T

TS

Energy:

:HoNoNoNoNON- NN NoNo NN ONe)

H

Br -6.377295 -0.734065 -0.201059
331644 -1.344528

H

ITmoDoDEDIDDoDTDToOQODDoDDEDIDDTDoOO000000=z0000m

-0.204197 5.
-2.413940 5.
-3.522029 3.
-2.427509 1.
2.687862 -
4.108953 -
1.969783 -
2.524635 -
1.928759 -
0.947507 -
4.659859 -
4.634530 -
4.137307 -
3.242848 -
1.670571 -
3.172605 -
TSa:”
54
Energy:

-3.
-3.
-1.
-4.
-3.
-4.

A
rc

54

307962
538727
955971
035386
357600
409573

w N s O

.920867
.838181
.608495
.110840
.479113

0.
1.
1.

475752
867671
594315

-1.165109
-1.056081
.122011 0.245057

-6536.88501549
Cu 0.080645 -0.123335 -0.720519
Cl -0.020342 -0.895557 -2.710748
C -1.774897 -0.395926 -0.652634

-0.343076 0.221180

-1.539753 -0.083684

-1.

047459

1.209553

-0.
-2.
-1.

397274
170469
329447

-1.638506 0.052800

-0.599098 -0.396172

0.534509 -0.988076
0.634761 -1.124745
-2.343378 0.265873
-2.519722 0.507443

-1.591016

.148656
.723114
.463050
.314843
.896289
.842377
.085935

177308

.590502
.646708
.268008
.840898
.795980
.550639

1.913047 0.563392 -0.892318
3.082998 0.833241 0.017772
3.930290

4.054965 1.965439
2.754878 1.613943
5.147247 2.337326
4.398390 1.361445
3.330880 3.040964
-2.306871
-3.690393
-4.496306
-3.954022
-2.571316
-1.661734
-4.138176
-4.602661 1.
-2.137280 1.519561
1.842749 -2.303189
0.715231 -1.974996
2.683094 -3.356430
2.221651 -1.747717
1.264534 -0.819940
0.422265 -0.237505
-0.106382 0.619425
-0.690533 1.953440
-0.070498 3.060224
-0.693372 4.301238
-1.930751 4.444714
-2.551314 3.338395
-1.937181 2.093417
3.204619 -1.682788
0.654237 -1.336341

1
0
0
2
2
1
1
1.
0
0
1
1
1
2
3

.651421

1.802816 0.010622 3.372708
0.901724 2.945863 0.116444

3.
3.
4.
5.
4.
4.
4.
2.
3.
3.
3.
2.

089116
411290
687088
501645
897739
684259
194988
461984
676476
893132
063614
132509

163420 0.197431
419476 1.302369
441554 2.322462
214012 2.213811

-1.042538

1.
0.753048
0.269303
1.831281
0.
0
0
2

003191

355698

.467736
.840574
.070730

-1.544106
-1.452130
-1.271724

-6536.89570571
Cu -0.254301 -0.270628 0.271736
Cl -0.115042 -0.899046 2.340166

C 1.676965 -0.259465 0.079208
-0.011151 0.416381

T O QO o

-2.
-2.
-3.

-4
-2
-4
-4

-3.

206054
953865
750142
.162653
.148951
.971460
.879031
525790

C 2.209397 -

1.

1
1
2
2
0
1
1

.197218
.215147
.471408
.259286
.100930
.237586
.251879

274828 0.151518

-1.077352

1

0
1
1
2

.529158
.367796
.446729
.441951
.683659

-0.734494
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.535963 -1.635882 -0.554570
.300875 -1.002087 0.416614
.768006 0.003882 1.220014
.443485 0.376956 1.052083
.595851 -1.733642 -1.493133
.972098 -2.417236 -1.172584
r 6.108798 -1.503747 0.643654
4.382433 0.480773 1.979902
2.013215 1.159219 1.674300
-1.936182 -1.997983 -1.344816
-0.757581 -2.155393 -0.995062
-3.039746 -2.929646 -0.876517
-2.250188 -1.010324 -2.223709
-1.204867 -0.102424 -2.620139
-0.326457 0.430744 -1.549484
0.656739 1.093021 -1.120687
1.417038 2.322186 -1.062317
0.760944 3.493799 -0.667177
1.464819 4.692821 -0.655389
2 4
3 3
2 2

wWE N WS W

.801724 4.724462 -1.038500

.451820 3.553930 -1.429922

.767448 2.348886 -1.432162
-3.176348 -0.593967 -2.148008
-0.537760 -0.603506 -3.337492
-1.672584 0.748668 -3.132753
-0.285387 3.442259 -0.367049
0.962501 5.606375 -0.344033
3.346180 5.667126 -1.029339
4.497838 3.582636 -1.728219
3.265151 1.423553 -1.720720
-4.439874 -2.403885 -1.181930
-2.809879 -4.245399 -1.633937
-2.882307 -3.165835 0.626098
-5.180443 -3.119822 -0.802103
-4.638969 -1.439623 -0.693378
-4.617967 -2.299812 -2.261812
-3.612220 -3.919862 0.950927
-1.876029 -3.525965 0.868675
-3.054229 -2.243912 1.195306
-3.562563 -4.982398 -1.322867
-2.901149 -4.104153 -2.720484
-1.815160 -4.653521 -1.416494

IDIDoDoDDIDDDIoQODnDD@DoDoDoDIZDooooooooazoooammommm o

-
N

54
Energy: -6536.94888167

Cu -0.688349 -0.606330 -0.540986
Cl -0.558416 -2.703693 -1.205499
C 1.725758 1.017032 -0.391430
-0.132556 -0.901001 1.225174
-1.317464 -0.679553 2.172725
-2.581679 -0.758886 1.433537
-1.216892 -2.200998 3.195901
-1.123855 0.445873 3.073910
-2.187409 -2.156379 4.096316
-1.367681 -3.264766 2.436304
-0.048567 -2.245352 3.809654
1.740944 0.086189 -1.438036
2.828595 -0.760254 -1.626217
3.918013 -0.654692 -0.774318
3.940034 0.284493 0.254366
2.846494 1.115391 0.440416
0.929807 0.066450 -2.167961
2.823308 -1.493585 -2.428898
r 5.411307 -1.788349 -1.023556
4.806623 0.351306 0.908068
2.845017 1.834518 1.258346
-2.858210 0.352419 -1.787810
-1.725200 -0.150548 -2.025793
~4.047178 -0.229893 -2.526254
-3.046634 1.303430 -0.880862
-2.025982 1.856171 0.007446
-0.684131 1.260672 -0.191781
0.522150 1.831126 -0.123720
0.698791 3.249378 0.272342
0.101079 3.735700 1.439628
0.277871 5.063788 1.814854
1.051106 5.913668 1.030476
1.661902 5.430741 -0.125077
1.494631 4.103786 -0.498727
-4.001202 1.583938 -0.693932

-NoNoNoNoNoNoNONoNeN-NoNeNo = =i HoNoNo N NN NN NoNeNe N/ e}

5262
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-1.
-2.
-0.
-0.

951055 2.938521 -0.186165
385276 1.720183 1.038166
464444 3.051464 2.074003
180177 5.430943 2.731591

1.188810 6.952648 1.324997
2.274849 6.091670 -0.735543
1.976756 3.717888 -1.396904
0.669258 -2.490044

-5.
-3.
-4.
-5.
-3.
-4.
-4.
-3.

-2

-6.
-5.
-5.

TS

Energy:

54

279081
647769
333027
181586
461421
586579
481871
418489
.772508
070525
697324
078745

0.515718 -3.973478
1.552999 -1.793300
2.054751 -2.277608
2.220313 -1.825972
1.380068 -0.737867
1.014113 -4.483930

0.408983 -4.520406
-1.172669 -4.016583
0.213425 -3.097844
0.777373 -1.477961
1.667029 -2.905126

-6536.92222767

Cu 1.385916 -0.057000 -1.040354
Cl 3.195722 -0.846939 -2.006262
C -1.636749 -0.232768 0.599700

0]

-l oNoNoNONON N N e NeNON:]

0.

I PN ODNDNDRE
[

| S A B |
O N B BN

-3.
Br -5.809418 -0.287891 -1.523143

558943

.128800
.179355
.008439
.092680
.595175
.926738
.152317

.736968
.966410
.125373
.061894
.823070
.834852
029099

1
2
2
3.
3
4
3
4

.651274 -1.154820
.673583 -0.179415
.092253 0.659244

789227 -1.338015

.469653 0.459209
.759130 -0.653827
.101259 -1.997681
.315320 -2.197860

0.349859 -0.795116
0.367057 -1.428514
0.264159 -0.665566
0.138878 0.716492

0.122104 1.339800

0.404750 -1.396599
0.447070 -2.510898

H -4.976286 -0.052902 1.298582
-2.776340 -0.026856 2.422763

ja=iiyaciiecjie s« aitc uiifiifac i« s @ I @ NN @ Jit= =iy« s« s i« s i« i« s « s s IO HO NGO N O NO NONO MO N O I -1 Q IO @ N=+}

I ONNEF O

-0.

. 714598
.764159
.966681
.412668
.158413
.845230

-2.
-2.
-4.
-2.
-0.
-0.

769991
078766
165355
281332
897042
517327

0
1
0

0.058027
0.513130
0.582336
.966920
.347347
.749384

.349910 -0.257929 1.297527
.313567 0.095302 2.749389
.387133 1.429031 3.155892
.378603 1.732155 4.513859
.297142 0.716749 5.462445
.222276 -0.613314 5.056494

227377 -0.924541 3.701371

3.291526 -2.711548 1.225862
2.085762 -0.810136 2.439418
2.977427 -0.249440 1.003377
-0.438733 2.220234 2.405766
-0.428988 2.772222 4.830212
-0.289837 0.962025 6.523063
-0.165058 -1.410087 5.796221
-0.175790 -1.963314 3.369718
1.642670 -4.199824 -2.075225
3.415991 -4.589642 -0.355290
1.011949 -5.089285 0.187253
3.579253 -5.569514 -0.820854
4.116861 -3.879502 -0.815365
3.660769 -4.708257 0.710924
1.134393 -6.117775 -0.176921
1.221905 -5.081354 1.265869
-0.033489 -4.793373 0.032683
1.813983 -5.215237 -2.455393
0.596277 -3.932901 -2.261141
2.277465 -3.498342 -2.631300

Reaction 51

reactant
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33
Energy: -673.153098765
C -4.058140 0.007907 0.185254
-4.640120 -0.004525 -0.890334
-4.826386 -0.098931 1.507049
-2.702046 0.101671 0.245077
-2.203941 0.131332 1.122610
-1.933000 0.190144 -0.987062
-0.506143 0.140715 -0.713158
-2.236614 -0.631924 -1.652685
-2.195413 1.115676 -1.523528
0.679887 0.099636 -0.470043
2.078127 0.043723 -0.188988
2.705474 -1.189283 0.039155
4.065012 -1.242686 0.313779
4.815560 -0.070836 0.363510
4.200951 1.158004 0.137375
2.841405 1.218610 -0.136610
2.110588 -2.099981 -0.003969
4.543148 -2.204873 0.489197
5.881907 -0.115348 0.578319
4.785526 2.075640 0.174760
2.352119 2.174570 -0.315095
-3.950746 -0.008699 2.752729
-5.855280 1.032345 1.521011
-5.548880 -1.447690 1.485909
-4.579426 -0.082806 3.650413
-3.219739 -0.828901 2.806363
-3.415406 0.950220 2.813431
-6.188135 -1.548534 2.374304
-6.174006 -1.533587 0.589728
-4.833334 -2.282349 1.486159
-6.503728 0.942654 2.403844
-5.365812 2.015900 1.558607
-6.477509 0.995508 0.619835

DIIDoDoDoDoDD D ITDOoQOEDD@DoDTmoOoooo0mToam=z o

H
a

73
Energy: -4426.33789150

Cu 0.446979 0.685479 0.560177
Cl 0.849169 1.679723 2.461824
C 2.177465 -0.066840 0.792821
-1.369875 1.528037 0.385952
-2.337430 1.430024 -0.765116
-2.522493 0.063713 -1.260901
-3.913466 1.805903 0.096161

-2.186358 2.492056 -1.751950
-4.908743 1.778436 -0.772705
-4.151327 0

-3.860331 2.994825 0.669224

.887891 1

0

2.190829 -1.446797 0.728123
0

0

.040676

.434014 -2.079986 0.663738
.617422 -1.345033 0.691842
.552797 0.049696 0.791086
3.329934 0.701859 0.848344
-0.049591 -2.992448 -1.633161
1.095678 -3.411013 -1.496412
-1.246420 -3.936778 -1.508009
-0.310236 -1.694208 -1.962115

S W

.769725 -0.788909 -2.233765
.792116 0.471148 -1.460615
.038890 1.684667 -1.382166
.438010 3.032814 -1.225497
.496669 4.061242 -1.041285
.942010 5.364969 -0.890644
.304954 5.653630 -0.932652
.241047 4.639016 -1.128042
3

.815164 3.328749 -1.268808
.284820 -2.043865 0.676584
.442828 -3.164206 0.562124
.966024 -1.980308 0.616912
.485909 0.609037 0.833854
.280982 1.783439 0.958564
-1.249857 -1.308269 -1.908749
1.699028 -1.342807 -2.030986
0.781091 -0.501010 -3.297024
-0.562961 3.813058 -1.030175
0.220429 6.165262 -0.742108
2.642537 6.681969 -0.815029
4.302800 4.872668 -1.167431

mImEoDoDToDoDID DD O@DD OO0z 0o0a0000000rEmOo 00 no
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H 3.528391 2.520454 -1.423889
-2.598992 -3.255334 -1.680726
-1.066339 -4.996682 -2.599334
-1.166539 -4.602017 -0.133982
-2.695653 -1.911042 1.454130
-3.948441 -1.996462 2.148843
-4.952787 -2.528465 1.161696
-1.713380 -1.106635 1.842664
-0.711529 -1.080834 1.141443
-1.887935 -0.302391 3.090281
-3.824082 -2.663892 3.013710
-4.242857 -1.005644 2.512047
-5.936374 -2.628745 1.634628
-5.038311 -1.840511 0.311285
-4.643612 -3.510620 0.784028
-2.360075 -0.883322 3.889971
-0.917082 0.075436 3.417226
-2.523704 0.565229 2.868045
-2.710367 -2.807249 -2.678492
-3.396947 -4.004218 -1.573379
-2.767433 -2.475128 -0.926719
-1.962699 -5.354355 -0.035042
-0.197771 -5.097840 -0.000629
-1.295538 -3.861555 0.665915
-1.865331 -5.747898 -2.525087
-1.117885 -4.547207 -3.601385
-0.097802 -5.499839 -2.497615
6.973558 -1.297583 0.628646
6.043975 -3.482405 0.523490
5.571902 -3.957737 1.393620
5.521174 -3.851288 -0.369024
7.095105 -3.778695 0.475788
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H
-

59
Energy: -4118.81563277
Cu -0.559415 0.006049 -0.138807
Cl -1.072008 0.826737 -2.038640
C 1.147411 0.540512 -0.739666
-2.378218 -0.764174 0.331800
-2.083642 -2.240222 0.165951
-2.371020 -3.058328 1.328917
-3.276304 -2.737602 -1.135109
-0.747427 -2.365160 -0.454182
-3.108685 -4.021708 -1.405233
-4.509274 -2.534112 -0.700889
.070049 -2.025606 -2.227475
.699365 1.758775 -0.393237
.071321 1.907812 -0.587944
.840496 0.866528 -1.117698
.219108 -0.328245 -1.491893
.848777 -0.496637 -1.332863
.102177 2.557568 0.047651
.535202 2.851051 -0.302006
.321192 0.958976 -1.274609
.832478 -1.123907 -1.911512
.353771 -1.415331 -1.644710
1.563858 2.967854 1.141739
-0.439729 3.286934 1.513414
-2.400084 3.860503 0.228251
.141246 1.818637 1.604994
-1.407138 0.971311 2.514010
-0.317020 0.181568 1.896504
0.633457 -0.604833 1.874033
1.784311 -1.420833 1.761950
1.661466 -2.796204 1.501610
2.806344 -3.557621 1.323002
4.063918 -2.961651 1.404577
4 1
3 1
1
3
2
1
1
1
1

I
w

I P WU WwkPE P Wwwwe

.190299 -1.600464 1.679013
.054859 -0.828405 1.861069
-2.964800 1.430218 1.163010
-0.959900 1.599064 3.294934
-2.111031 0.272185 2.980310
0.669218 -3.234072 1.415286
2.719292 -4.620867 1.110334

4.957355 -3.563822 1.249085
5.176192 -1.142538 1.729200
3.126034 0.241204 2.052375

-3.599891 3.150530 -0.394010
-2.887368 5.015547 1.111785
-1.486729 4.404350 -0.869210
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Energ
Cu -

-2
1

Wb BN wWwN

-2.

2.
0.
1.
0.
-0
-2
-3
-2
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.646903 -2.296512
.514033 -1.994754
.519491 -3.321332
.003669 -1.741666
.016785 -0.848231
.167935 -0.273706

.515246 -4.113756
.444817 -2.386732
.962405 -3.626070
.112100 -3.823116 -1.568755
.522420 -3.026385 -1.485197

.040015 5.119597 -1.492977
.621433 4.917062 -0.433426
.121460 3.596217 -1.518182
.463908 5.728944 0.506800
.537691 4.652509 1.920500
.039003 5.546133 1.561740
.111899 3.837393 -1.080974
.300430 2.267124 -0.976717
.341756 2.849742 0.360444

.973578 -0.022403 -1.580105
.986661 2.290502 -1.034948
.555025 3.072581 -1.673286
.857028 2.615087 0.006477

.054754 2.194235 -1.246761

y: —4118.79275132

0.153723 -0.139099 -0.730722
Cl -0.226099 -0.904787 -2.725140

.001723 -0.459390 -0.689061

.659081 0.598607 -0.883970
.815845 0.886616 0.037442

.691291 -0.270489 0.232316
.764069 2.056875 -1.007869

.460080 1.643684 1.236507

.844910 2.446003 -0.348726
.125743 1.477336 -2.137988
.014686 3.118100 -1.277177

.509501 -1.634705 -0.163372
.891270 -1.762484 -0.050613
.741254 -0.733477 -0.466612
.190164 0.430297 -1.011081
.814922 0.572712 -1.135197
.846184 -2.432457 0.164361
.299613 -2.680139 0.371394
.225852 -0.820438 -0.361544
.866361 1.217693 -1.339160
.392220 1.481169 -1.565195
1.126414
0.696316
0.437882
2.300242
2.885188
1.832579
.377104 0.578055 1.082190
.996609 1.895196 1.187160
.402318 3.026581 0.621147
.061151 4.248507 0.687820
.307891 4.348422 1.298747
.901930 3.217779 1.851774
1.796618
2.542449
3
3

251787 1.991777
982989 -1.650462
414244 -1.391497 3.627643
527915 -0.010361 3.378286
577013 2.945975 0.154542

.593165 5.130183 0.254108
.819738 5.308124 1.339570
.880359 3.286985 2.323528
.721090 1.092763 2.196618

.535373 -3.036358 -1.064300
.939890 -3.349680 0.993760
.834472 -4.671672 0
.414442 -5.467335 0
.785296 -4.895530 1
.817363 -4.688233 0.294011

0

0

2

.704072
.218342
.779322

.455692
.847805
.058537

003722 -2.067831 -1.276487
.930388 0.115206 -0.692892
.833961 -2.097154 0.164498
.546106 -2.957527 -0.454153
.496011 -2.305692 1.188505
.922425 -1.996040 0.159383
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Energ

y: —-4118.80269823
Cu -0.045057 -0.311576 0.308054
Cl 0.033346 -0.931712 2.380857

C 1.891094 -0
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Energ

-1.
-2.
-3.
-3.
-1.
-4.
-4.

0.117283
.470614
.875131
.942751
.603940

.292516
.713278
.827590
.071207
.471791
.429139
.580294
.836358
.009695
.503436
.759072
.742866

.567140
.422131
.806446
.427542
.444386

y: —-411

5.
5.
3.
1.

-1.
-2.
-3.
-2.
-3.

8.

Cu -0.604461
Cl -0.800740
C 1.975233 0.

0 0.101098 -1.041417 1.

s -0.
o -2.
Cc -0.
0 -0.
F -1.
F -1.
F O
c1
c 2
Cc 3
C 4
Cc 3
HO

934903
273956
898925
507584
736599
273654

.322289
.753231
.676395
.850674
.094117

.392966 0.156852

488378 -
399294 -
229600 -
136172 -
2.314521
4.227997
3.044308
2.986125
1.323261
2.251038
3.774088
3.404155
2.095948
4.923483
4.133012
4.659844

85712236
-0.55716
-2.60665
754898 -

985336 0.049213 0.411755
664506 1.359247 0.086105
469263 1.264638 -1.136265
869270 1.440596 1.466410
793121 2.518670 0.239200
601052 2.536062 1.340676
663530 0.378424 1.426397
.227493 1.466366 2.618298
.382189 -1.447464 -0.602618
.678532 -1.894394 -0.362604
.477900 -1.272061 0.597836
.961171 -0.196722 1.331928
.668301 0.246260 1.121556
.758314 -1.922895 -1.356376
.061035 -2.730195 -0.946436
.882627 -1.698760 0.877411
.597432 0.270117 2.081126
.263802 1.076624 1.697086
.773450 -1.998832 -1.301546
.609181 -2.198326 -0.925441
.923528 -2.872438 -0.833368
.027797 -1.017667 -2.205915
.935148 -0.167787 -2.603553
.048043 0.343841 -1.530160
.964458 0.960972 -1.100913
.782895 2.154330 -1.073444
.173634 3.374670 -0.758387
.936068 4.537216 -0.780793
.284490 4.484992 -1.118566
.887319 3.266420 -1.430780
.143722 2.097565 -1.398265

-2.936385 -0.560125 -2.158451
-0.283044 -0.713219 -3.302029
-1.354436 0.694956 -3.138385

3.389280 -0.490611

0.530842
1.135058
1.692641
1.624233

-1.
-1.

211457
522692

0.683337

-0.
-0.
-2.

827065
771876
300427

1.011560
0.982225
1.203553

-1.
-2.
-1.
082285 1.671312
906198 0.154520
793895 0.351273
748327 -0.932439
091711 0.494043

5 -0.550886
3 -1.342788

209159
617138
249181

0.565417

116949

-0.760214 2.212136
-0.642028 1.626321
-2.356691 3.118557
0.266095 3.149975
-2.270320 4.141079
-3.334561 2.321369

-2.
-0.
-1.
-1.
-0.

582201 3.567021
094539 -1.656759
082715 -1.980574
216314 -1.242491
332964 -0.182554
.170733 0.639189 0.154965
.890771 0.061693 -2.306810
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H 2.460447 -1.747429 -2.814998
C 4.874897 -2.264164 -1.534348
H 5.021229 -0.450107 0.375190
H 3.348306 1.298320 1.003674
C -2.746366 0.757263 -1.522515
0 -1.718933 0.122550 -1.888108
C -4.048453 0.426248 -2.226131
N -2.733603 1.641414 -0.532513
C -1.578513 1.988880 0.294003
C -0.343452 1.268622 -0.090642
C 0.922491 1.694869 -0.126999
C 1.318079 3.052436 0.317054
C 0.895387 3.546792 1.555394
C 1.279671 4.818457 1.968630
C 2.087229 5.603618 1.152083
C 2.524754 5.110212 -0.075396
C 2.149950 3.838547 -0.487929
H -3.621288 2.038287 -0.251288
H -1.392084 3.069631 0.184097
H -1.854787 1.795679 1.341038
H 0.303725 2.907012 2.211705
H 0.957663 5.190245 2.939760
H 2.387727 6.598215 1.477099
H 3.165260 5.718666 -0.711521
H 2.496395 3.443444 -1.442917
C -5.163221 1.425626 -1.934709
C -3.790899 0.355902 -3.731865
C -4.432524 -0.964888 -1.695101
H -5.364309 -1.289460 -2.177487
H -3.646700 -1.701370 -1.907389
H -4.594297 -0.946578 -0.608084
H -4.709902 0.034340 -4.238643
H -3.503762 1.335000 -4.139190
H -2.998566 -0.364153 -3.961783
H -6.050435 1.149495 -2.517938
H -5.475188 1.415047 -0.879508
H -4.890005 2.451149 -2.221435
0 5.922493 -2.291742 -0.916371
C 4.569065 -3.281600 -2.602425
H 3.639036 -3.821124 -2.379220
H 4.437493 -2.800261 -3.580905
H 5.398309 -3.991359 -2.661286
TS:”
59
Energy: -4118.82929921
Cu 1.267905 -0.058636 -0.936253
Cl 3.209864 -0.787446 -1.675089
C -1.922635 -0.313761 0.322250

0.440581 1.637201 -1.184557
0.855365 2.684493 -0.159175
1.791199 2.134914 0.824387

ooz aooaommaozm o000 no

1.863981 3.805941 -1.
-0.271195 3.469892 0.
2.347029 4.782463 -0.
2.866839 3.129845 -1.
1.117163 4.321885 -2.

-1.840880 -0.443253
-2.983408 -0.514924
-4.248890 -0.463275
-4.338481 -0.333736
-3.196896 -0.255265
-0.868663 -0.464381
-2.879752 -0.601859
-5.516271 -0.535560
-5.328815 -0.292284
-3.285583 -0.152453
1.576123 -2.726518 0
0.661601 -2.078137 -
1.940002 -4.117872 -
2.126145 -2.196528 1
1.772811 -0.819692 1
0.528843 -0.501110 O
-0.732132 -0.272362
-0.886609 0.127552 2
-1.049087 1.472025 2
-1.223827 1.824717 4
-1.235330 0.847803 5
-1.068926 -0.492684
-0.891228 -0.853719

201292
319184
449027
738366
163379
-1.071906
-1.847492
-1.255260
0.132831
0.910333
-1.554018
-2.927517
-2.041706
0.581560
1.990014
.129646
0.448423
0.335469
.220940
.545403
.784947
1.175471
.607434
.946943
.281275
.272698
4.933922
3.602806

H 2.981816 -2.588623 1.593297
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1.293209
024697 2.233774 2.165499
345284 2.873259 4.546005
372388 1.131295 6.314779
083460 -1.259423 5.706678
.768322 -1.901727 3.323042

.791871 -4.187508 -1.854657
.368790 -4.479535 0.064866
.939054 -5.068110 0.337460
.621960 -5.459216 -0.358973
.090378 -3.749005 -0.325863
.493296 -4.571552 1.154300
.142956 -6.096033 0.010139
.022187 -5.035326 1.432647

.092276 -4.817867 0.057866
045582 -5.200492 -2.192848
764021 -3.966801 -2.163909
458361 -3.468577 -2.347846
594653 -0.525550 -1.478433
421689 -0.620005 -3.543530
.886135 0.245703 -3.955413
.873502 -1.518909 -3.856173
432049 -0.652182 -3.959410
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