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Table S3. Cartesian Coordinates of all Species in Table S2 Optimized at the M06-
2X/6-31G(d) level

CH4 Td cc3-ch4
Standard orientation:

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 6 0 0.000000 0.000000 0.000000
2 1 0 0.629802 0.629802 0.629802
3 1 0 -0.629802 -0.629802 0.629802
4 1 0 -0.629802 0.629802 -0.629802
5 1 0 0.629802 -0.629802 -0.629802

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 9 0 0.000000 0.000000 0.455182
2 1 0 0.000000 0.000000 1.540927
3 17 0 0.000000 1.686735 -0.083765
4 17 0 -1.460756 -0.843368 -0.083765
5 17 0 1.460756 -0.843368 -0.083765
C0O2 Dih cc3-co2
Standard orientation:
Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 8 0 0.000000 0.000000 1.162697
2 0 0 0.000000 0.000000 0.000000
3 8 0 0.000000 0.000000 -1.162697

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 6 0 0.000000 0.000000 0.601088
2 1 0 0.000000 0.000000 1.667979
3 6 0 0.000000 0.000000 -0.601088
4 1 0 0.000000 0.000000 -1.667979

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 8 0 0.000000 0.000000 0.118351
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000000 0.762602
000000 -0.762602
Coordinates
X Y
.000000 0.000000
.000000 -0.000000
.000000 1.579653
.000000 -0.000000
.579653 -0.000000
.000000 -1.579653
.579653 -0.000000
Coordinates
X Y
.067045 2.385528
.700296 1.617475
.670334 3.085911
.939037 1.751988
.321907 1.165848
.418714 2.542180
.265435 -1.302739
.517279 -0.896941
.165181 -1.514757
.538921 -2.557126
.384177 -1.720189
.462525 -3.478352
.598507 -0.277651
.754714 -0.166194
.451037 -0.634983
.000000 3.138123
. 984532 0.969733
.844542 -2.538795
.844542 -2.538795
.984532 0.969733
.538921 -2.557126
.384177 -1.720189
.462525 -3.478352
.939037 1.751988
.321907 1.165848
.418714 2.542180
.067045 2.385528
.700296 1.617475
.670334 3.085911
.598507 -0.277651
.754714 -0.166194
.451037 -0.634983
.265435 -1.302739
.517279 -0.896941
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15-Crown-5 Cl crown22

Standard orientation:

Center
Number

Atomic
Number

(Angstroms)
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.548775
.194577
.567671
.008779
.101842
.595444
.655719
.001501
.578058
.469138
.707037
.564924
.550956
.819716
.104427
.414861
.515589
.312104
.502148
.853656
.653268
.086550
.652658
.225607
.506743
.115115
-0.
.729213
.463664
.241494
-0.
.300172
.087127
.069839
.984107

180463

842025

Mesitylene C3v cc3-mes2

Standard

Center
Number

Atomic
Number

(Angstroms)

3.165181 -1.514757
Coordinates
X Y
-2.3134006 1.383053
1.074876 2.748788
-2.077367 -1.392094
3.319041 -0.138855
0.600712 -1.591784
-0.897759 1.374086
-2.874603 0.902530
-0.319214 2.655716
-3.230044 -0.573235
1.842566 1.762319
-1.679811 -1.840328
2.404000 0.786582
-0.344454 -2.532824
2.766511 -1.135621
1.882197 -2.144554
-1.589204 -1.005508
-0.037749 -2.967313
-3.848407 -0.754688
-2.191188 1.058502
2.343210 -2.432027
2.191306 -0.707731
1.586625 0.275684
-0.613980 1.320490
1.238074 1.242536
-0.761429 3.518343
-2.412512 -2.554490
-0.438981 -3.350285
1.798802 -3.048729
-3.815593 -0.848625
3.626293 -1.664730
-3.786060 1.482681
2.971584 1.363328
-0.493882 0.489794
-0.568352 2.725345
2.674256 2.256534
orientation:
Coordinates
X Y
1.199694 0.692644
0.000000 1.404735
-1.199694 0.692644
-1.216536 -0.702367
-0.000000 -1.385288
1.216536 -0.702367
2.142466 1.236954

.011796
.009247
.011796
.009247
.01179¢6
.009247
.024022
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.024022
.012907
.042255
.484710
.484710
.012907
.484710
.042255
.484710
.012907
.484710
.042255
.484710

5-tBu-m-xylene Cs cc3-dpelO
Standard orientation:

Center
Number

Atomic
Number

(Angstroms)
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.000000
.000000
.000000
.000000
.000000
.000000
.000000
.000000
.000000
.000000
.254823
.000000
.254823
.286749
.162632
.268378
.888166
.000000
.888166
.268378
.162632
.286749
.000000
.000000
.881787
.000000
.881787
.000000
.881737
.881737

Center
Number

Atomic
Number

Atomic
Type

.142466 1.236954
.000000 -2.473907
.522562 -1.456402
.848152 -1.644382
.315643 -0.890952
.429409 -2.425955
.000000 2.912803
.886234 3.316907
.000000 3.288763
.886234 3.316907
.522562 -1.456402
.315643 -0.890952
.848152 -1.644382
.4294009 -2.425955
Coordinates
X Y
.268169 -2.323292
.399534 -1.518500
.240096 -0.125900
.020030 0.465072
.139999 -0.381329
.015548 -1.764952
.379491 -3.406323
.134337 0.490515
.139180 0.049315
.225186 1.982820
.015548 2.390359
.102231 2.747513
.015548 2.390359
.997754 1.909303
.472250 2.108529
.170801 3.475170
.699780 2.516691
.904580 3.824386
.699780 2.516691
.1708061 3.475170
472250 2.108529
.997754 1.909303
.784305 -2.116512
.230228 -2.658912
.350759 -1.799149
. 744978 -3.208778
.350759 -1.799149
.153685 -2.0742406
.241678 -3.308160
.241678 -3.308160
Coordinates

Y

(Angstroms)



1 7 0 -1.124432 -0.902806 5.552609
2 7 0 1.124432 0.902806 5.552609
3 7 0 0.902806 5.552609 1.124432
4 7 0 -0.902806 5.552609 -1.124432
5 6 0 -2.750819 -1.328371 3.218686
6 1 0 -2.983002 -0.476489 3.852668
7 6 0 -1.639580 -2.119879 3.541811
8 6 0 -0.818491 -1.818789 4.731235
9 1 0 0.069627 -2.454586 4.871341
10 6 0 -0.271235 -0.718923 6.710127
11 1 0 0.598645 -1.400085 6.684638
12 6 0 0.271235 0.718923 6.710127
13 1 0 -0.598645 1.400085 6.684638
14 6 0 1.088303 0.985190 7.979368
15 1 0 1.449229 2.019204 7.956556
16 1 0 1.974687 0.337812 7.958187
17 6 0 0.270266 0.715422 9.242580
18 1 0 0.884081 0.895420 10.131460
19 1 0 -0.571825 1.419340 9.289561
20 6 0 -0.270266 -0.715422 9.242580
21 1 0 -0.884081 -0.895420 10.131460
22 1 0 0.571825 -1.419340 9.289561
23 6 0 -1.088303 -0.985190 7.979368
24 1 0 -1.974687 -0.337812 7.958187
25 1 0 -1.449229 -2.019204 7.956556
26 6 0 0.818491 1.818789 4.731235
27 1 0 -0.069627 2.454586 4.871341
28 6 0 1.639580 2.119879 3.541811
29 6 0 2.750819 1.328371 3.218686
30 1 0 2.983002 0.476489 3.852668
31 6 0 3.541811 1.639580 2.119879
32 6 0 3.218686 2.750819 1.328371
33 1 0 3.852668 2.983002 0.476489
34 6 0 2.119879 3.541811 1.639580
35 6 0 1.328371 3.218686 2.750819
36 1 0 0.476489 3.852668 2.983002
37 6 0 1.818789 4.731235 0.818491
38 1 0 2.454586 4.871341 -0.069627
39 6 0 0.718923 6.710127 0.271235
40 1 0 1.400085 6.684638 -0.598645
41 6 0 -0.718923 6.710127 -0.271235
42 1 0 -1.400085 6.684638 0.598645
43 6 0 -0.985190 7.979368 -1.088303
44 1 0 -2.019204 7.956556 -1.449229
45 1 0 -0.337812 7.958187 -1.974687
46 6 0 -0.715422 9.242580 -0.270266
47 1 0 -1.419340 9.289561 0.571825
48 1 0 -0.895420 10.131460 -0.884081
49 6 0 0.715422 9.242580 0.270266
50 1 0 1.419340 9.289561 -0.571825
51 1 0 0.895420 10.131460 0.884081
52 6 0 0.985190 7.979368 1.088303
53 1 0 0.337812 7.958187 1.974687
54 1 0 2.019204 7.956556 1.449229
55 6 0 -1.818789 4.731235 -0.818491
56 1 0 -2.454586 4.871341 0.069627
57 7 0 -0.902806 -5.552609 1.124432
58 7 0 0.902806 -5.552609 -1.124432
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.871341
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.684638
.979368
.956556
.958187
.242580
.131460
.289561
.242580
.131460
.289561
.979368
.958187
.956556
.731235
.871341
.541811
.218686
.852668
.119879
.328371
.476489
.639580
.750819
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.818491
.069627
.271235
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.271235
.598645
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.449229
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.124432
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.902806
.902806
.750819
.983002
.639580
.818491
.069627
.271235
.598645
.271235
.598645
.088303
.449229
.974687
.270266
.884081
.571825
.270266
.884081
.571825
.088303
.974687
.449229
.818491
.069627
.639580
.750819
.983002
.541811
.218686
.852668
.119879
.328371
.476489
.818789
.454586
.718923
.400085
.718923
.400085
.985190
.019204
.337812
.715422
.419340
.895420
.715422
.419340
.895420
.985190
.337812
.019204
.818789
.454586
.902806
.902806
.552609
.552609
.328371



.476489
.119879
.818789
.454586
.718923
.400085
.718923
.400085
.985190
.019204
.337812
.715422
.895420
.419340
.715422
.895420
.419340
.985190
.337812
.019204
.818789
.454586
.119879
.328371
.476489
.639580
.750819
.983002
.541811
.218686
.852668
.731235
.871341
.710127
.684638
.710127
.684638
.979368
.956556
.958187
.242580
.289561
.131460
.242580
.289561
.131460
.979368
.958187
.956556
.731235
.871341

118 1 0 -3.852668 -2.983002
119 6 0 -3.541811 -1.639580
120 6 0 -4.731235 -0.818491
121 1 0 -4.871341 0.069627
122 6 0 -6.710127 -0.271235
123 1 0 -6.684638 0.598645
124 6 0 -6.710127 0.271235
125 1 0 -6.684638 -0.598645
126 6 0 -7.979368 1.088303
127 1 0 -7.956556 1.449229
128 1 0 -7.958187 1.974687
129 6 0 -9.242580 0.270266
130 1 0 -10.131460 0.884081
131 1 0 -9.289561 -0.571825
132 6 0 -9.242580 -0.2702606
133 1 0 -10.131460 -0.884081
134 1 0 -9.289561 0.571825
135 9 0 -7.979368 -1.088303
136 1 0 -7.958187 -1.974687
137 1 0 -7.956556 -1.449229
138 6 0 -4.731235 0.818491
139 1 0 -4.871341 -0.069627
140 6 0 -3.541811 1.639580
141 6 0 -3.218686 2.750819
142 1 0 -3.852668 2.983002
143 6 0 -2.119879 3.541811
144 6 0 -1.328371 3.218686
145 1 0 -0.476489 3.852668
146 6 0 -1.639580 2.119879
147 6 0 -2.750819 1.328371
148 1 0 -2.983002 0.476489
149 6 0 -0.818491 1.818789
150 1 0 0.069627 2.454586
151 6 0 -0.271235 0.718923
152 1 0 0.598645 1.400085
153 6 0 0.271235 -0.718923
154 1 0 -0.598645 -1.400085
155 9 0 1.088303 -0.985190
156 1 0 1.449229 -2.019204
157 1 0 1.974687 -0.337812
158 6 0 0.270266 -0.715422
159 1 0 -0.571825 -1.419340
160 1 0 0.884081 -0.895420
161 6 0 -0.270266 0.715422
162 1 0 0.571825 1.419340
163 1 0 -0.884081 0.895420
164 0 0 -1.088303 0.985190
165 1 0 -1.974687 0.337812
166 1 0 -1.449229 2.019204
167 6 0 0.818491 -1.818789
168 1 0 -0.069627 -2.454586
Xe@CC3 T cc3-xex
Standard orientation:
Center Atomic Atomic Coordinates

Number Number Type X

(Angstroms)



O J o U WD

U U OGO OO DB DB DDEDRDAEDWWWWWWWWWWNNNNNNNONNNNRE R R R R
OO dNO D> WNROOVWOIAANUT D WNROW®O-JANUTBDWNROWOWTINUB®WNROWOOW--T0U N WNR OO

~ 4JJFo+HHFFRPrFORHKREFOHHRFRFOEHEEFPOFFOODPFFOPFOFOOFOOFOODFOODRFRRFRFOORFRPRPORR PO PFPORFORFRFORFOODR O I I3

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.112383
.112383
.903515
.903515
.680457
.915018
.571133
. 764808
.145371
.266795
.608090
.266795
.608090
.083692
.439282
.973141
.266807
.879350
.578884
.266807
.879350
.578884
.083692
.973141
.439282
.764808
.145371
571133
.680457
.915018
.474603
.152781
.792422
.055670
.260717
.413734
.771833
.379542
.721060
.395719
.721060
.395719
.991683
.027524
.348681
.716859
.416469
.899552
.716859
.416469
.899552
.991683
.348681
.027524
.771833
.379542
.903515
.903515
.533892

.903515
.903515
.533892
.533892
.260717
.413734
.055670
.771833
.379542
.721060
.395719
.721060
.395719
.991683
.027524
.348681
.716859
.899552
.416469
.716859
.899552
.416469
.991683
.348681
.027524
.771833
.379542
.055670
.260717
.413734
.571133
.680457
.915018
.474603
.152781
.792422
.678125
.799410
.696307
.671542
.696307
.671542
.963876
.941854
.941899
.226954
.274085
.116126
.226954
.274085
.116126
.963876
.941899
.941854
.678125
.799410
.533892
.533892
.112383

=

=

QOO ONMNMNPFORFRPNWWWEDd IJIJOOLVWWOWODUOUIIJoooOOoOOoO B DdWwWwwErEFE oo ou

[
o O O

-1

-0
0

-0.
.266807
.578884
0.
.083692
1.
.439282
.764808
.145371
.112383
-1.
-0.

0
-0

1

I
_ oo

.533892
.533892
.112383
.112383
.152781
.792422
.474603
.678125
.799410
.696307
.671542
.696307
.671542
.963876
.941854
.941899
.226954
.116126
.274085
.226954
.116126
.274085
.963876
.941899
.941854
.678125
.799410
.474603
.152781
.792422
.055670
.260717
.413734
.571133
.680457
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.266795
.608090
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-1.
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.915018
.571133
.764808
.145371
.266795
.608090
.266795
.608090
.083692
.439282
.973141
.266807
.879350
.578884
.266807
.879350
.578884
.083692
.973141
.439282
.764808
.145371
.571133
.680457
.915018
.474603
.152781
.792422
.055670
.260717
.413734
.771833
.379542
.721060
.395719
.721060
.395719
.991683
.027524
.348681
.716859
.416469
.899552
.716859
.416469
.899552
.991683
.348681
.027524
.771833
.379542
.903515
.903515
.533892
.533892
.260717
.413734



.055670
.771833
.379542
.721060
.395719
.721060
.395719
.991683
.027524
.348681
.716859
.899552
.416469
.716859
.899552
.416469
.991683
.348681
.027524
.771833
.379542
.055670
.260717
.413734
.571133
.680457
.915018
.474603
.152781
.792422
.678125
.799410
.696307
.671542
.696307
.671542
.963876
.941854
.941899
.226954
.274085
.116126
.226954
.274085
.116126
.963876
.941899
.941854
.678125
.799410
.000000

119 6 0 -3.474603 -1.571133
120 6 0 -4.678125 -0.764808
121 1 0 -4.799410 0.145371
122 6 0 -6.696307 -0.266795
123 1 0 -6.671542 0.608090
124 6 0 -6.696307 0.266795
125 1 0 -6.671542 -0.608090
126 9 0 -7.963876 1.083692
127 1 0 -7.941854 1.439282
128 1 0 -7.941899 1.973141
129 6 0 -9.226954 0.266807
130 1 0 -10.116126 0.879350
131 1 0 -9.274085 -0.578884
132 6 0 -9.226954 -0.266807
133 1 0 -10.116126 -0.879350
134 1 0 -9.274085 0.578884
135 0 0 -7.963876 -1.083692
136 1 0 -7.941899 -1.973141
137 1 0 -7.941854 -1.439282
138 6 0 -4.678125 0.764808
139 1 0 -4.799410 -0.145371
140 0 0 -3.474603 1.571133
141 6 0 -3.152781 2.680457
142 1 0 -3.792422 2.915018
143 6 0 -2.055670 3.474603
144 6 0 -1.260717 3.152781
145 1 0 -0.413734 3.792422
146 6 0 -1.571133 2.055670
147 6 0 -2.680457 1.260717
148 1 0 -2.915018 0.413734
149 6 0 -0.764808 1.771833
150 1 0 0.145371 2.379542
151 9 0 -0.266795 0.721060
152 1 0 0.608090 1.395719
153 6 0 0.266795 -0.721060
154 1 0 -0.608090 -1.395719
155 0 0 1.083692 -0.991683
156 1 0 1.439282 -2.027524
157 1 0 1.973141 -0.348681
158 6 0 0.266807 -0.716859
159 1 0 -0.578884 -1.416469
160 1 0 0.879350 -0.899552
161 9 0 -0.266807 0.716859
162 1 0 0.578884 1.416469
163 1 0 -0.879350 0.899552
164 6 0 -1.083692 0.991683
165 1 0 -1.973141 0.348681
166 1 0 -1.439282 2.027524
167 6 0 0.764808 -1.771833
168 1 0 -0.145371 -2.379542
169 54 0 0.000000 0.000000
3Xe@CC3 C3 cc3-rcj
Standard orientation:
Center Atomic Atomic Coordinates

(Angstroms)
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

O WENWDDWNENWENORF WNWNODORF wDdhDDND OO

.041853
.697082
.763906
.477724
.358570
.628983
.831806
.672500
.228964
.893509
.378149
.039183
.525197
.963007
.361017
.425892
.353165
.266569
.851793
.202227
.208653
.751862
.285136
.800750
.863219
.233195
.825208
.138373
.964553
.569445
.263173
. 741185
.760053
.925554
.622338
.000000
.444858
.470746
.392535
.384376
.519323
.512041
.097412
.445623
.071443
.256356
.267133
.688076
.126654
.143077
.210878
.551971
.565682
.189815
.338676
-0.
.930503
.304183
.627585

594509

11
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.684805
.363664
.084029
.410987
.648826
.669190
.400993
.497069
.214008
.670954
.247693
.838709
.227454
.953924
.775888
.564456
.439832
.220834
.894937
.276532
.620002
.880402
.163921
.527620
.312548
.541898
.021030
.145401
.463511
.221572
.117944
.450220
.174221
.112670
.466773
.993005
.440380
.098348
.394322
.915186
.859112
.297573
.276078
.892463
.784789
.792839
.268003
.057455
.325431
.921673
.415810
.915566
.374878
.263774
.855132
.440363
.651548
.842750
.712116

QOO MNMWNMNREREPNOOWSOODOUDOYOG O BN WOODEDDWNORFRREFE WW

.265148
.528595
.845795
.197463
.260101
.999104
.535330
.511395
.478847
.317675
.198790
.802277
.889177
.851959
.449404
.726630
.262356
.025125
.395757
.777056
.038561
.697407
.731818
.833459
.107399
.362175
.566015
.986848
.890891
.874262
.535330
.260101
.999104
.350756
.724293
.004456
.991393
.201882
.114935
.202381
.259032
.140431
.617040
.409606
.739961
.722095
.673297
.693109
.582821
.685896
.639497
.226814
.080210
.407045
.155402
.133479
.528595
.265148
.528595



60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
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.346036
.481765
.074686
.6592009
.316801
.435736
.670853
. 7645009
.232385
.123510
.963493
.062859
.020659
.968497
.762738
.850621
.400475
.120141
.545294
.674746
.606014
.687583
.539750
.563121
.568632
.617386
.868930
.598900
.557170
.324069
.520837
.517212
.505241
.549996
.260944
.710036
.289707
.125894
.501659
.248629
.800360
.821409
.170724
.602483
.971391
.753640
.397087
.386711
.637753
.031906
.048599
.132750
.665844
.284852
.692864
.215140
.520945
.179507
.324069
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2.
-0.

-1

-1.

-3

-4,

-5.

[ |
NNNRPRPOODODODONREFEENWNREREROO

157945
896428
.117633
952866
.338927
091192
.051364
666637
.207355
.549409
.659023
.733971
.287407
.143526
.186853
.555434
.989867
.305375
.649245
.543001
.883112
.432644
.929013
.403369
.518938
.099045
.843412
.723914
772347
.496502
.192535
.567083
.103940
.202971
.929839
.212655
.439183
.536400
.301716
.495102
.421423
.759787
.866994
.675032
.566850
.550036
.754308
.084540
.410922
.681344
.343243
.431944
.189361
.014427
.425747
.985240
.069602
.694426
.496502

Wb b OOV WU OB DNWENWNRERPROOOORNDWhdhIDdOOTUOODODUIWOUNEd OB DNWENREFE WD W

.265148
.890891
.874262
.986848
.362175
.566015
.802277
.889177
.317675
.198790
.731818
.107399
.833459
.777056
.038561
.697407
.262356
.025125
.395757
.851959
.726630
.449404
.511395
.478847
.535330
.260101
.999104
.350756
.724293
.004456
.986848
.890891
.874262
.362175
.566015
.802277
.889177
.317675
.198790
.731818
.107399
.833459
.777056
.697407
.038561
.262356
.395757
.025125
.851959
.726630
.449404
.511395
.478847
.845795
.197463
.197463
.845795
.724293
.004456
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.350756
.991393
.201882
.114935
.202381
.259032
.140431
.617040
.409606
.739961
.722095
.693109
.673297
.582821
.639497
.685896
.226814
.080210
.407045
.155402
.133479
.152656
.156113
.157094
.152656
.156113
.157094
.152656
.156113
.157094
.155402
.133479
.259032
.140431
.114935
.202381
.226814
.407045
.080210
.582821
.685896
.639497
.722095
.673297
.693109
.617040
.739961
.409606
.991393
.201882
.679513
.679513
.679513

Center

Atomic

Atomic

13

.524454 -0.388756
.067911 -0.102881
.2846406 0.956580
.867887 -0.625165
.9488064 0.473363
.967776 -1.113784
.843854 -2.2053406
.617924 -0.821627
.959808 -1.194285
.679470 0.267553
.010949 -1.442358
.455973 -1.200785
.927842 -2.536632
.907336 -0.954954
.893744 -1.427203
.065883 0.127174
.265041 -1.247711
.169673 -2.331518
.885520 -0.869426
.641955 -1.134264
.682187 -2.235042
.288456 -0.545639
.107248 0.843601
.986935 1.482844
.171690 1.388655
.284204 0.537104
.277648 0.979314
.116765 -0.843016
.176956 -1.380706
.290713 -2.462158
.303279 -1.720868
.276697 -1.205321
.448453 -3.745328
.331812 -3.092227
.475353 -4.769157
.564488 -5.388548
.713070 -5.667854
.695706 -6.394348
.603990 -5.043359
.780682 -6.370477
.922806 -7.048847
.682866 -6.988607
.754593 -5.350481
.660708 -4.731371
.767897 -5.856670
.520511 -4.454451
.608027 -5.052342
.514185 -3.698178
.623053 -4.337499
.813900 -5.054928
.861859 -2.247724
.515657 1.870253
.377515 0.377471
Coordinates

(Angstroms)



O ~J o U WN

GO o OO DB BB DWWWWWWLWWWWWNDNNDDNDNDNDNDNDNDMNNNERERRRRRRRERERERE
O D WNEP O WO IO WNEFEOWOW-JIOOU P WNRFEOWOWJIOU P WNDNEOWOWTIOo U WNDRE O

<~ ~FROHRFPOHRLRFOHHPFRPOCFHREFPFOOFOFFOOOPFRFOPFOOFOOFOODODFODRFRFRFOORFRPRPORPRRFRPFORRPORPRORFRPORFRFOODRF OJ I J
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.565537
.565537
.133104
.133104
.289567
.918407
.611541
.781503
.940701
.717443
.690053
.717443
.690053
.988563
.965093
.968221
.251821
.140497
.298295
.251821
.140497
.298295
.988563
.968221
.965093
.781503
.940701
.611541
.289567
.918407
.186879
.400177
.543633
.709899
.823902
.054870
.869208
.001908
.272796
.594276
.272796
.594276
.088918
.450781
.974738
.270694
.570823
.884845
.270694
.570823
.884845
.088918
.974738
.450781
.869208
.001908
.133104
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.133104
.133104
.904947
.904947
.823902
.054870
.709899
.869208
.001908
.2727796
.594276
.272796
.594276
.088918
.450781
.974738
.270694
.884845
.570823
.270694
.884845
.570823
.088918
.974738
.450781
.869208
.001908
.709899
.823902
.054870
.611541
.289567
.918407
.186879
.400177
.543633
.866004
.526505
.717633
.402032
717633
.402032
.982936
.016671
.334762
.715163
.419743
.894945
.715163
.419743
.894945
.982936
.334762
.016671
.866004
.526505
.904947

.904947
.904947
.565537
.565537
.400177
.543633
.186879
.866004
.526505
717633
.402032
717633
.402032
.982936
.016671
.334762
.715163
.894945
.419743
.715163
.894945
.419743
.982936
.334762
.016671
.866004
.526505
.186879
.400177
.543633
.709899
.823902
.054870
.611541
.289567
.918407
.781503
.940701
.717443
.690053
.717443
.690053
.988563
.965093
.968221
.251821
.298295
.140497
.251821
.298295
.140497
.988563
.968221
.965093
.781503
.940701
.565537



58
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62
63
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65
66
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70
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81
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96
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98
99
100
101
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103
104
105
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108
109
110
111
112
113
114
115
116
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.133104
.904947
.904947
.823902
.054870
.709899
.869208
.001908
.272796
.594276
.272796
.594276
.088918
.450781
.974738
.270694
.884845
.570823
.270694
.884845
.570823
.088918
.974738
.450781
.869208
.001908
.709899
.823902
.054870
.611541
.289567
.918407
.186879
.400177
.543633
.866004
.526505
.717633
.402032
.717633
.402032
.982936
.016671
.334762
.715163
.419743
.894945
.715163
.419743
.894945
.982936
.334762
.016671
.866004
.526505
.904947
.904947
.565537
.565537
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.904947
.565537
.565537
.400177
.543633
.186879
.866004
.526505
717633
.402032
.717633
.402032
.982936
.016671
.334762
.715163
.894945
.419743
.715163
.894945
.419743
.982936
.334762
.016671
.866004
.526505
.186879
.400177
.543633
.709899
.823902
.054870
.611541
.289567
.918407
.781503
.940701
.717443
.690053
.717443
.690053
.988563
.965093
.968221
.251821
.298295
.140497
.251821
.298295
.140497
.988563
.968221
.965093
.781503
.940701
.565537
.565537
.133104
.133104

=
OO O WNRFRFORFRPNMNMNWWWdDdIIJOOUOVWLOWOWOUIIJOOOOBDdWWWERERFEOU

=

[
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.565537
.133104
.133104
.289567
.918407
.611541
.781503
.940701
.717443
.690053
.717443
.690053
.988563
.965093
.968221
.251821
.140497
.298295
.251821
.140497
.298295
.988563
.968221
.965093
.781503
.940701
.611541
.289567
.918407
.186879
.400177
.543633
.709899
.823902
.054870
.869208
.001908
.2727796
.594276
.272796
.594276
.088918
.450781
.974738
.270694
.570823
.884845
.270694
.570823
.884845
.088918
.974738
.450781
.869208
.001908
.133104
.133104
.904947
.904947
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=

=

.400177
.543633
.186879
.866004
.526505
.717633
.402032
. 717633
.402032
.982936
.016671
.334762
.715163
.894945
.419743
.715163
.894945
.419743
.982936
.334762
.016671
.866004
.526505
.186879
.400177
.543633
.709899
.823902
.054870
.611541
.289567
.918407
.781503
.940701
.717443
.690053
.717443
.690053
.988563
.965093
.968221
.251821
.298295
.140497
.251821
.298295
.140497
.988563
.968221
.965093
.781503
.940701
.470786
.470786
.470786
.470786

.289567
.918407
.611541
.781503
.940701
.717443
.690053
.717443
.690053
.988563
.965093
.968221
.251821
.140497
.298295
.251821
.140497
.298295
.988563
.968221
.965093
.781503
.940701
.611541
.289567
.918407
.186879
.400177
.543633
.709899
.823902
.054870
.869208
.001908
.272796
.594276
.272796
.594276
.088918
.450781
.974738
.270694
.570823
.884845
.270694
.570823
.884845
.088918
.974738
.450781
.869208
.001908
.470786
.470786
.470786
.470786

.823902
.054870
.709899
.869208
.001908
.272796
.594276
.2727796
.594276
.088918
.450781
.974738
.270694
.884845
.570823
.270694
.884845
.570823
.088918
.974738
.450781
.869208
.001908
.709899
.823902
.054870
.611541
.289567
.918407
.186879
.400177
.543633
.866004
.526505
.717633
.402032
717633
.402032
.982936
.016671
.334762
.715163
.419743
.894945
.715163
.419743
.894945
.982936
.334762
.016671
.866004
.526505
.470786
.470786
.470786
.470786

4Xe@CC3 Cl cc3-rcx
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Standard orientation:

Number

(Angstroms)
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Coordinates
X Y
.804906 0.715158
.383492 3.228672
.557616 5.354259
.112445 3.718109
.241532 -1.271260
.912088 -0.457309
.679236 -1.285805
.990993 -0.223717
.481189 -0.306721
.082565 1.670619
.436219 1.500734
.800089 3.090157
.406149 3.240672
.199348 4.,131525
.999676 5.131410
.547631 4.002302
.664637 3.986377
.914213 4.729717
.308956 4.,191349
.944996 2.572763
.002396 2.460116
.369406 2.400847
.552412 1.531097
.174039 1.645531
.717576 0.514602
.042659 3.612444
.784598 3.808716
.634229 3.846539
.598219 3.602290
.852512 3.227985
.726078 3.829215
.019823 4.308905
.060003 4.482648
.000000 4.552264
.330789 4.323772
.116725 4.524579
.331756 5.00600093
.406124 5.182629
.119477 5.900836
.981804 5.883956
.687072 5.047743
.785004 5.019919
.340504 5.669792
.770789 5.047465
.749690 5.635060
.835749 7.112373
.932977 7.126492
.557215 7.534456
.269069 7.961805
.822658 8.023555
.651977 8.986247
.615689 7.347812
.703519 7.349159
.182838 7.932094
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(@}

-3

-4

.068899
.334169
.044085
.395865
.062192
.797208
.345357
.321803
.295031
.123205
.003226
.610818
.699243
.663485
.262844
.537424
.07454¢6
.839022
.208787
.586215
.848170
.505956
.538561
.640947
.912144
.174655
.384149
.800007
. 710757
.699127
.345357
.062192
.797208
.155885
.530247
-0.
-1.
-1.

193864
189503
400865

.313459
-3.
-4.
.336673
.815294
-6.
.939422
.919358
.868804
.890755
.780832
.885667
.836682
.424408
.276303
.604988

402246
457074

607558



55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
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.908409
.001567
.104366
. 783108
.487858
.021798
.820565
.369261
.514086
.607139
.406145
.276110
.103429
.094484
.918435
.950237
.913130
.161948
.244420
.870675
.105508
.119985
.638949
.024663
.978332
.192280
.944094
.189241
.006223
.953158
.221710
.852085
.942376
.409891
.976763
.148315
.418784
.221773
.649798
.190744
.076199
.509578
.988081
.517784
.602175
.804446
.012091
.700576
.263898
.131721
.784622
.284293
.553161
.177680
.739911
.943769
.801752
474966
.358117

18
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.732252
.866400
.544526
.518750
.315854
.803592
.319218
.352289
.338553
.441242
.181916
.702078
.302198
.236940
.592246
.440104
.074892
.035665
.300924
.160336
.716491
.764934
.352742
.425416
.568530
.939515
.895551
.344443
.861437
.543410
.037645
.025339
.276132
.009389
.429153
.507986
.283072
.875696
.828798
.373200
.611920
.061527
.566321
.091511
.909007
.560291
.390135
.728162
.315644
.700220
.778557
.234067
.623025
.437005
.937213
.764141
.568160
.168159
.160040

ISy

D

w
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.346521
.317984
.334169
.068899
.334169
.068899
.710757
.699127
.800007
.174655
.384149
.610818
.699243
.123205
.003226
.538561
.912144
.640947
.586215
.848170
.505956
.07454¢6
.839022
.208787
.663485
.537424
.262844
.321803
.295031
.345357
.062192
.797208
.155885
.530247
.193864
.800007
.710757
.699127
.174655
.384149
.610818
.699243
.123205
.003226
.538561
.912144
.640947
.586215
.505956
.848170
.074546
.208787
.839022
.663485
.537424
.262844
.321803
.295031
.044085



114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
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.163755
.276199
.915733
.079102
.860039
.942376
.548047
.191350
.050535
.586557
.027938
.454846
. 739932
.985839
.254950
.741621
.246423
.205235
. 760591
.456330
.359932
.055547
.512799
777976
.911995
.481592
.932976
.361236
.429340
.432179
.937075
.647554
.365155
.424161
.781786
.820404
.483159
.715010
.239910
.170012
.604754
. 671237
.960814
.216318
.029660
.537274
.108306
.577370
.138212
.803638
.080436
.505260
.756627
.216291
.785226
.178304
.000000
.159085
.980781
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.956435
.761675
.194220
.314383
.095427
.276132
.242738
.373575
.053888
.091711
.118893
.055870
.129781
.191255
.168280
.279966
.249790
.237253
.213923
.057752
.299335
.207109
.149870
.124390
.152831
.166608
.037691
.296131
.499852
.326826
.030799
.853945
.289135
.326930
.353796
.579420
.300208
.928850
.964049
.846948
.792245
.140703
.807704
.199289
.747882
.724220
.928495
.832406
.889239
.284666
.540011
.466780
.856210
.817355
.809053
.390153
.000000
.040661
.349492

.395865
.395865
.044085
.530247
.193864
.155885
.189503
.400865
.313459
.402246
.457074
.336673
.815294
.607558
.939422
.919358
.890755
.868804
.780832
.836682
.885667
.424408
.276303
.604988
.346521
.317984
.346204
.347461
.348970
.346204
.347461
.348970
.346204
.347461
.348970
.346521
.317984
.457074
.336673
.313459
.402246
.424408
.604988
.276303
.780832
.885667
.836682
.919358
.868804
.890755
.815294
.939422
.607558
.189503
.400865
.861816
.696002
.861816
.861816
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(Angstroms)
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Coordinates
X Y
.545360 -1.125960
.545360 1.125960
.125960 0.887581
.125960 -0.887581
.206034 -2.744408
.848223 -2.991553
.531616 -1.630916
.731587 -0.823598
.889759 0.050100
.710771 -0.282165
.692993 0.577176
.710771 0.282165
.692993 -0.577176
.976675 1.109324
.954631 1.490625
.952984 1.982212
.240650 0.286847
.129169 0.905449
.289483 -0.538688
.240650 -0.286847
.129169 -0.905449
.289483 0.538688
.976675 -1.109324
.952984 -1.982212
.954631 -1.490625
.731587 0.823598
.889759 -0.050100
.531616 1.630916
.206034 2.744408
.848223 2.991553
.104601 3.531616
.317485 3.206034
.476042 3.848223
.630916 2.104601
. 744408 1.317485
.991553 0.476042
.823598 1.811687
.050100 2.463760
.282165 0.714348
.577176 1.409008
.282165 -0.714348
.577176 -1.409008
.109324 -0.962886
.490625 -1.989584
.982212 -0.297577
.286847 -0.709072
.538688 -1.432150
.905449 -0.873516
.286847 0.709072
.538688 1.432150
.905449 0.873516

.887581
.887581
.545360
.545360
.317485
.476042
.104601
.811687
.463760
.714348
.409008
.714348
.409008
.962886
.989584
.297577
.709072
.873516
.432150
.709072
.873516
.432150
.962886
.297577
.989584
.811687
.463760
.104601
.317485
.476042
.630916
.744408
.991553
.531616
.206034
.848223
.731587
.889759
710771
.692993
710771
.692993
.976675
.954631
.952984
.240650
.289483
.129169
.240650
.289483
.129169



52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
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.109324
.982212
.490625
.823598
.050100
.125960
.125960
.887581
.887581
.744408
.991553
.630916
.823598
.050100
.282165
.577176
.282165
577176
.109324
.490625
.982212
.286847
.905449
.538688
.286847
.905449
.538688
.109324
.982212
.490625
.823598
.050100
.630916
. 744408
.991553
.531616
.206034
.848223
.104601
.317485
.476042
.811687
.463760
.714348
.409008
.714348
.409008
.962886
.989584
.297577
.709072
.432150
.873516
.709072
.432150
.873516
.962886
.297577
.989584
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.962886
.297577
.989584
.811687
.463760
.887581
.887581
.545360
.545360
.317485
.476042
.104601
.811687
.463760
.714348
.409008
.714348
.409008
.962886
.989584
.297577
.709072
.873516
.432150
.709072
.873516
.432150
.962886
.297577
.989584
.811687
.463760
.104601
.317485
.476042
.630916
.744408
.991553
.531616
.206034
.848223
.731587
.889759
.710771
.692993
.710771
.692993
.976675
.954631
.952984
.240650
.289483
.129169
.240650
.289483
.129169
.976675
.952984
.954631

o

=

=
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-0

e

.976675
.952984
.954631
.731587
.889759
.545360
.545360
.125960
.125960
.206034
.848223
.531616
.731587
.889759
.710771
.692993
710771
.692993
.976675
.954631
.952984
.240650
.129169
.289483
.240650
.129169
.289483
.976675
.952984
.954631
.731587
.889759
.531616
.206034
.848223
.104601
.317485
.476042
.630916
.744408
.991553
.823598
.050100
.282165
.577176
.282165
.577176
.109324
.490625
.982212
.286847
.538688
.905449
.286847
.538688
.905449
.109324
.982212
.490625



111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
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.811687
.463760
.887581
.887581
.545360
.545360
.317485
.476042
.104601
.811687
.463760
.714348
.409008
.714348
.409008
.962886
.989584
.297577
.709072
.873516
.432150
.709072
.873516
.432150
.962886
.297577
.989584
.811687
.463760
.104601
.317485
.476042
.630916
. 744408
.991553
.531616
.206034
.848223
. 731587
.889759
.710771
.692993
710771
.692993
.976675
.954631
.952984
.240650
.289483
.129169
.240650
.289483
.129169
.976675
.952984
.954631
.731587
.889759
.361199
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.731587
.889759
.545360
.545360
.125960
.125960
.206034
.848223
.531616
.731587
.889759
710771
.692993
710771
.692993
.976675
.954631
.952984
.240650
.129169
.289483
.240650
.129169
.289483
.976675
.952984
.954631
.731587
.889759
.531616
.206034
.848223
.104601
.317485
.476042
.630916
.744408
.991553
.823598
.050100
.282165
577176
.282165
.577176
.109324
.490625
.982212
.286847
.538688
.905449
.286847
.538688
.905449
.109324
.982212
.490625
.823598
.050100
.361199

.823598
.050100
.125960
.125960
.887581
.887581
.744408
. 991553
.630916
.823598
.050100
.282165
.577176
.282165
.577176
.109324
.490625
.982212
.286847
.905449
.538688
.286847
.905449
.538688
.109324
.982212
.490625
.823598
.050100
.630916
.744408
. 991553
.531616
.206034
.848223
.104601
.317485
.476042
.811687
.463760
.714348
.409008
.714348
.409008
.962886
.989584
.297577
.709072
.432150
.873516
.709072
.432150
.873516
.962886
.297577
.989584
.811687
.463760
.361199



-2.
-2.
2.
0.

2.
-2.
-2.

0.

361199
361199
361199
000000

Cl cc3-xexxqq

Standard orientation:

Number

(Angstroms)
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361199 2.361199
361199 -2.361199
361199 2.361199
000000 0.000000
Coordinates
X Y
.906504 -0.153895
.445488 2.452311
.635315 5.341718
.076452 4.023035
.748182 -1.790946
.526234 -1.069860
.050760 -1.840497
.105489 -0.950710
.089118 -1.039421
.027216 0.644957
.923135 0.473539
.661201 2.131916
. 745830 2.296271
.791160 3.007122
.500568 4.059458
.676688 2.865017
.116550 2.649160
.939069 3.273554
.246107 2.868396
.470278 1.166248
.665855 0.900624
.396630 0.967005
.347292 0.289237
.434100 0.421400
.612771 -0.772109
.310443 2.911094
.506315 3.001015
.988518 3.306229
.918366 3.124317
.876539 2.669018
.629182 3.549097
.397170 4.163394
.1972064 4.512722
.468522 4.349331
.771461 3.917944
.045995 4.097433
.796330 5.053231
.955610 5.336964
.821536 6.076897
.858699 6.228050
.066493 5.268919
.012548 5.089573
.340356 6.058324
.210226 5.463394
.400225 6.186727
.342725 7.421372
.360205 7.276218

.926692
.863531
.194560
.457960
.954217
.736679
.438177
.960701
.472640
.380754
.756794
.260293
.857273
.812995
.722902
.179952
.263719
.628104
.896997
.392029
.437753
.836194
.836556
.431308
.891736
.533562
.271519
.148732
.115175
.351988
.175788
.441161
.450936
.575596
.874597
.663894
.288654
.763831
.803076
.291037
.198212
.287342
.877297
.176288
.211289
.570387
.659134



48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
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.252125
.098636
.130919
.085366
.825010
.740275
.933110
.104322
.112556
.914950
.759614
.615864
477397
.365353
.374346
.391160
.731769
.893561
.138745
.192446
.728650
.658195
.057305
.483252
.117551
.013023
.215214
.975325
436773
.141078
.524611
.102202
.017104
.654130
.107483
.107462
.216506
.906057
.555149
.089746
.586308
.055247
.884134
.698468
.719919
.407454
.685332
.028145
.178256
.556258
.385526
.080082
.457278
.234702
.165299
.034899
.508559
.649432
.842209
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.972680
.226698
.455359
.185859
.440091
.270862
.997695
.944087
.940002
.890761
.486149
.591880
.863839
.778869
.854825
.671901
.712240
.343497
.967757
.472163
.384369
.851774
.505848
.063428
.991947
.530608
.331007
.047127
.105868
.810494
.672562
.989279
.461881
.394777
.280322
.914453
.285272
.624450
.633057
.698741
.417748
.285838
.071255
.013057
.735145
.260782
.945239
.913482
.486127
.690319
.102546
.064463
.592593
.649303
.937930
.416965
.932157
.154058
.723010
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.309157
.190670
.116709
.718882
.503527
.584866
.197562
.123420
.225038
.585775
.245308
.144578
.405730
.462884
.065936
.994680
.005198
.669613
.357657
.624810
.650523
.379133
.641763
.548861
.934459
.029206
.748674
.812430
.733967
.279382
.965416
.255962
.555774
.169629
.425291
.142868
.052385
.417562
.214780
.055865
.335568
.859845
.979668
.335046
.088117
.339114
.812132
.572871
.986508
.357457
.923670
.788255
.905769
.173476
.858282
.434999
.162998
.066595
.547673
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108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
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6
5
5
4
3
4

SN

.441303
.119920
.934447
.714629
.643668
.569516
.470361
.660398
.393432
.018342
.103110
.662452
.225708
.572921
.743305
.741554
767712
.861907
.815281
.229821
.008670
.274897
.458919
.432684
.487359
.339461
.487598
.372528
.972160
.896966
.165393
.544913
.587866
.369733
.277379
.326552
.153458
.124380
.051897
.215404
.341205
.437706
.226172
.097539
.416065
.219730
.306168
.483956
.355387
.560818
.130727
.724481
.901814
. 739931
.835640
.713097
.816551
. 786516
.983428

25
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.033881
.784063
.175156
.234707
.401265
.881616
.486217
.955401
.958845
.332113
.613167
.312420
.670222
.641196
.850169
.386652
.508743
.207290
.068312
.185768
.065813
.299109
.452181
.403134
.323089
.642609
.569895
.819810
.659460
.522478
.757745
.000654
.951635
.788817
.477048
.546512
.617375
.495447
.399708
.245964
.897627
.864781
.143316
.091960
.935072
.080392
.853867
.861982
.922332
.590235
.923523
.390825
.420135
.411566
.486159
.477765
.847720
.411361
.400249
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.813374
.640351
.226925
.497030
.236959
.943062
.800772
.753392
.593368
.160408
.512786
.186612
.496724
.098146
.845739
.490234
.160949
.455105
.763907
.145917
.384971
.791639
.971819
.470385
.302904
.997037
.560391
.724132
.312291
.638005
.046783
.491559
.936980
.668413
.263823
.347485
.479619
.916722
.515538
.517522
.716511
.203057
.989347
.534493
.042211
.431614
.573465
.157061
.103819
.453958
.500088
.598586
.258294
.693368
.062620
.480798
.388615
.536017
.101892



O O O OO o oo

|
oOR P AR REEO

|
ON WO OB O

.150032
.487789
.210477
.822643
.122848
.556642
.873653
.010127

Number

(Angstroms)
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.556753 -0.734806
.263693 -2.097594
.569933 -3.118887
.690044 -3.600105
.164027 -0.349659
.384919 1.318948
.093251 2.646350
.110126 -0.017207
Coordinates
X Y
.116843 -0.902661
.116843 0.9026061
.902601 5.540784
.9026061 5.540784
.704301 -1.283430
.938042 -0.434762
.594389 -2.077187
.783241 -1.787359
.119431 -2.404880
.268765 -0.720182
.603985 -1.397624
.268765 0.720182
.603985 1.397624
.086050 0.988685
.444239 2.023640
.973950 0.343510
.268628 0.7161l61
.881792 0.897422
.575265 1.417923
.268628 -0.716161
.881792 -0.897422
.575265 -1.417923
.086050 -0.988685
.973950 -0.343510
.444239 -2.023640
.783241 1.787359
.119431 2.404880
.594389 2.077187
.704301 1.283430
.938042 0.434762
.497433 1.594389
.174928 2.704301
.812605 2.938042
.077187 3.497433
.283430 3.174928
.434762 3.812605
.787359 4.696277
.404880 4.823887
.720182 6.701724
.397624 6.676907
.720182 6.701724
.397624 6.676907
.988685 7.969732

[
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.540784
.540784
.116843
.116843
.174928
.812605
.497433
. 696277
.823887
.701724
.676907
.701724
.676907
.969732
.947429
.947977
.232905
.121954
.280027
.232905
.121954
.280027
.969732
.947977
.947429
.696277
.823887
.497433
.174928
.812605
.077187
.283430
.434762
.594389
.704301
.938042
.783241
.119431
.268765
-0.
.268765
.603985
.086050

603985
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45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
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75
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77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
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.023640
.343510
716161
.417923
.897422
.716161
.417923
.897422
.988685
.343510
.023640
. 787359
.404880
.902661
.902661
.540784
.540784
.283430
. 434762
.077187
.787359
.404880
.720182
.397624
.720182
.397624
.988685
.023640
.343510
.716161
.897422
.417923
716161
.897422
.417923
.988685
.343510
.023640
. 787359
.404880
.077187
.283430
.434762
.594389
.704301
.938042
.497433
.174928
.812605
.696277
.823887
.701724
.676907
.701724
.676907
.969732
.947429
.947977
.232905
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.947429
.947977
.232905
.280027
.121954
.232905
.280027
.121954
.969732
.947977
.947429
.696277
.823887
.540784
.540784
.116843
.116843
.174928
.812605
.497433
.696277
.823887
.701724
.676907
.701724
.676907
.969732
.947429
.947977
.232905
.121954
.280027
.232905
.121954
.280027
.969732
.947977
.947429
. 696277
.823887
.497433
.174928
.812605
.077187
.283430
.434762
.594389
.704301
.938042
.783241
.119431
.268765
.603985
.268765
.603985
.086050
.444239
.973950
.268628

oo orNMNMNMNMNOOREFE OO

[
o O O

.444239
.973950
.268628
.575265
.881792
.268628
.575265
.881792
.086050
.973950
.444239
.783241
.119431
.116843
.116843
.902661
.9026061
.704301
.938042
.594389
.783241
.119431
.268765
.603985
.268765
.603985
.086050
.444239
.973950
.268628
.881792
.575265
.268628
.881792
.575265
.086050
.973950
.444239
.783241
.119431
.594389
.704301
.938042
.497433
.174928
.812605
.077187
.283430
.434762
.787359
.404880
.720182
.397624
.720182
.397624
.988685
.023640
.343510
.716161
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104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
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.280027
.121954
.232905
.280027
.121954
.969732
.947977
.947429
.696277
.823887
.540784
.540784
.116843
.116843
.174928
.812605
.497433
.696277
.823887
.701724
.676907
.701724
.676907
.969732
.947429
.947977
.232905
.121954
.280027
.232905
.121954
.280027
.969732
.947977
.947429
.696277
.823887
.497433
.174928
.812605
.077187
.283430
.434762
.594389
.704301
.938042
.783241
.119431
.268765
.603985
.268765
.603985
.086050
. 444239
.973950
.268628
.575265
.881792
.268628
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.575265
.881792
.268628
.575265
.881792
.086050
.973950
.444239
.783241
.119431
.116843
.116843
.902661
.902661
.704301
.938042
.594389
.783241
.119431
.268765
.603985
.268765
.603985
.086050
.444239
.973950
.268628
.881792
.575265
.268628
.881792
.575265
.086050
.973950
.444239
.783241
.119431
.594389
.704301
.938042
.497433
.174928
.812605
.077187
.283430
.434762
. 787359
.404880
.720182
.397624
.720182
.397624
.988685
.023640
.343510
.716161
.417923
.897422
.716161

.417923
.897422
716161
.417923
.897422
.988685
.343510
.023640
.787359
.404880
.902661
.9026061
.540784
.540784
.283430
.434762
.077187
.787359
.404880
.720182
.397624
.720182
.397624
.988685
.023640
.343510
.716161
.897422
.417923
.716161
.897422
.417923
.988685
.343510
.023640
.787359
.404880
.077187
.283430
.434762
.594389
.704301
.938042
.497433
.174928
.812605
.696277
.823887
.701724
.676907
.701724
.676907
.969732
.947429
.947977
.232905
.280027
.121954
.232905
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.280027
.121954
.969732
.947977
.947429
.696277
.823887
.000000

Center
Number

(Angstroms)
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.575265 1.417923
.881792 0.897422
.086050 0.988685
.973950 0.343510
.444239 2.023640
.783241 -1.787359
.119431 -2.404880
.000000 0.000000
Coordinates
X Y
.552021 -1.121895
.552021 1.121895
.121895 0.907504
.121895 -0.907504
.220987 -2.749537
.854025 -2.978832
.541080 -1.637823
.724328 -0.809786
.854766 0.086589
.707247 -0.266764
.678850 0.607059
.707247 0.266764
.678850 -0.607059
.977280 1.080641
.954299 1.433878
.956745 1.971743
.240189 0.264246
.129245 0.876183
.286489 -0.583767
.240189 -0.264246
.129245 -0.876183
.286489 0.583767
.977280 -1.080641
.956745 -1.971743
.954299 -1.433878
.724328 0.809786
.854766 -0.086589
.541080 1.637823
.220987 2.749537
.854025 2.978832
.121013 3.541080
.329663 3.220987
.475843 3.854025
.637823 2.121013
.749537 1.329663
.978832 0.475843
.809786 1.815679
.086589 2.442253
.266764 0.720455
.607059 1.396272
.266764 -0.720455
.607059 -1.396272
.080641 -0.993292

.907504
.907504
.552021
.552021
.329663
.475843
.121013
.815679
.442253
.720455
.396272
.720455
.396272
.993292
.029955
.352487
.717693
.903012
.414499
.717693
.903012
.414499
.993292
.352487
.029955
.815679
.442253
.121013
.329663
.475843
.637823
. 749537
.978832
.541080
.220987
.854025
.724328
.854766
.707247
.678850
.707247
.678850
.977280



44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
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.433878
.971743
.264246
.583767
.876183
.264246
.583767
.876183
.080641
.971743
.433878
.809786
.086589
.121895
.121895
.907504
.907504
. 749537
.978832
.637823
.809786
.086589
.266764
.607059
.266764
.607059
.080641
.433878
.971743
.264246
.876183
.583767
.264246
.876183
.583767
.080641
.971743
.433878
.809786
.086589
.637823
. 749537
.978832
.541080
.220987
.854025
.121013
.329663
.475843
.815679
.442253
.720455
.396272
.720455
.396272
.993292
.029955
.352487
.717693
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.029955
.352487
717693
.414499
.903012
.717693
.414499
.903012
.993292
.352487
.029955
.815679
.442253
.907504
.907504
.552021
.552021
.329663
.475843
.121013
.815679
.442253
.720455
.396272
.720455
.396272
.993292
.029955
.352487
.717693
.903012
.414499
717693
.903012
.414499
.993292
.352487
.029955
.815679
.442253
.121013
.329663
.475843
.637823
.749537
.978832
.541080
.220987
.854025
.724328
.854766
.707247
.678850
.707247
.678850
.977280
.954299
.956745
.240189
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-0.

.954299
.956745
.240189
.286489
.129245
.240189
.286489
.129245
.977280
.956745
.954299
.724328
.854766
.552021
.552021
.121895
.121895
.220987
.854025
.541080
.724328
.854766
.707247
.678850
.707247
.678850
.977280
.954299
.956745
.240189
.129245
.286489
.240189
.129245
.286489
.977280
.956745
.954299
.724328
.854766
.541080
.220987
.854025
.121013
.329663
.475843
.637823
. 749537
.978832
.809786
.086589
.266764
607059
.266764
.607059
.080641
.433878
.971743
.264246
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109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
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1.
.903012
. 717693
.414499
.903012
.993292
.352487
.029955
.815679
.442253
.907504
.907504
.552021
.552021
.329663
.475843
.121013
.815679
. 442253
.720455
.396272
.720455
.396272
.993292
.029955
.352487
.717693
.903012
.414499
.717693
.903012
.414499
.993292
.352487
.029955
.815679
. 442253
.121013
.329663
.475843
.637823
. 749537
.978832
.541080
.220987
.854025
.724328
.854766
.707247
.678850
.707247
.678850
.977280
.954299
.956745
.240189
.286489
.129245
.240189
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414499
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.286489
.129245
.240189
.286489
.129245
.977280
.956745
.954299
. 724328
.854766
.552021
.552021
.121895
.121895
.220987
.854025
.541080
.724328
.854766
.707247
.678850
.707247
.678850
.977280
.954299
.956745
.240189
.129245
.286489
.240189
.129245
.286489
.977280
.956745
.954299
.724328
.854766
.541080
.220987
.854025
.121013
.329663
.475843
.637823
. 749537
.978832
.809786
.086589
.266764
.607059
.266764
.607059
.080641
.433878
.971743
.264246
.583767
.876183
.264246
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.583767
.876183
.264246
.583767
.876183
.080641
.971743
.433878
.809786
.086589
.121895
.121895
.907504
.907504
. 749537
.978832
.637823
.809786
.0865889
.266764
.607059
.266764
.607059
.080641
.433878
.971743
.264246
.876183
.583767
.264246
.876183
.583767
.080641
.971743
.433878
.809786
.086589
.637823
. 749537
.978832
.541080
.220987
.854025
.121013
.329663
.475843
.815679
.442253
.720455
.396272
.720455
.396272
.993292
.029955
.352487
.717693
.414499
.903012
717693
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.414499
.903012
.993292
.352487
.029955
.815679
.442253
.370921
.370921
.370921
.370921

Number

(Angstroms)
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.286489 0.583767
.129245 -0.876183
.977280 -1.080641
.956745 -1.971743
.954299 -1.433878
.724328 0.809786
.854766 -0.086589
.370921 -1.370921
.370921 1.370921
.370921 -1.370921
.370921 1.370921
Coordinates
X Y
.538193 -1.115241
.538193 1.115241
.115241 0.900606
.115241 -0.900606
.180877 -2.708553
.824650 -2.947506
.500947 -1.597170
.700279 -0.786675
.834650 0.109315
.700761 -0.269452
.676912 0.602358
.700761 0.269452
.676912 -0.602358
.968002 1.088538
.945817 1.448555
.945852 1.975139
.231223 0.270582
.120280 0.884285
.278623 -0.571449
.231223 -0.270582
.120280 -0.884285
.278623 0.571449
.968002 -1.088538
.945852 -1.975139
.945817 -1.448555
.700279 0.786675
.834650 -0.109315
.500947 1.597170
.180877 2.708553
.824650 2.947506
.081993 3.500947
.288972 3.180877
.446140 3.824650
.597170 2.081993
.708553 1.288972
.9475006 0.446140
.786675 1.793400
.109315 2.419890
.269452 0.719655
.602358 1.398290

.900606
.900606
.538193
.538193
.288972
.446140
.081993
.793400
.419890
.719655
.398290
.719655
.398290
.986469
.020801
.339535
.715484
.894775
.419428
.715484
.894775
.419428
.986469
.339535
.020801
.793400
.419890
.081993
.288972
.446140
.597170
.708553
.9475006
.500947
.180877
.824650
.700279
.834650
.700761
.676912



41
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43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
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.269452
.602358
.088538
.448555
.975139
.270582
.571449
.884285
.270582
.571449
.884285
.088538
.975139
.448555
.786675
.109315
.115241
.115241
.900606
.900606
.708553
.947506
.597170
.786675
.109315
.269452
.602358
.269452
.602358
.088538
.448555
.975139
.270582
.884285
.571449
.270582
.884285
.571449
.088538
.975139
.448555
.786675
.109315
.597170
.708553
.947506
.500947
.180877
.824650
.081993
.288972
.446140
.793400
.419890
.719655
.398290
. 719655
.398290
.986469
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.719655
.398290
.986469
.020801
.339535
.715484
.419428
.894775
.715484
.419428
.894775
.986469
.339535
.020801
.793400
.419890
.900606
.900606
.538193
.538193
.288972
.446140
.081993
.793400
.419890
.719655
.398290
. 719655
.398290
.986469
.020801
.339535
.715484
.894775
.419428
.715484
.894775
.419428
.986469
.339535
.020801
.793400
.419890
.081993
.288972
.446140
.597170
.708553
.947506
.500947
.180877
.824650
.700279
.834650
.700761
.676912
.700761
.676912
.968002
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.700761
.676912
.968002
.945817
.945852
.231223
.278623
.120280
.231223
.278623
.120280
.968002
.945852
.945817
.700279
.834650
.538193
.538193
.115241
.115241
.180877
.824650
.500947
.700279
.834650
.700761
.676912
.700761
.676912
.968002
.945817
.945852
.231223
.120280
.278623
.231223
.120280
.278623
.968002
.945852
.945817
.700279
.834650
.500947
.180877
.824650
.081993
.288972
.446140
.597170
.708553
.9475006
.786675
.109315
.269452
-0.
.269452
.602358
.088538

602358



100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
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130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
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.020801
.339535
.715484
.419428
.894775
.715484
.419428
.894775
.986469
.339535
.020801
.793400
.419890
.900606
.900606
.538193
.538193
.288972
.446140
.081993
.793400
.419890
. 719655
.398290
.719655
.398290
.986469
.020801
.339535
.715484
.894775
.419428
.715484
.894775
.419428
.986469
.339535
.020801
.793400
.419890
.081993
.288972
.446140
.597170
.708553
.947506
.500947
.180877
.824650
.700279
.834650
.700761
.676912
.700761
.676912
.968002
.945817
.945852
.231223
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-5
-5

-1.
.115241
.180877
.824650
.500947
.700279
.834650
.700761
.676912
.700761
.676912
.968002
.945817
.945852
.231223
.120280
.278623
.231223
.120280
.278623
.968002
.945852
.945817
.700279
.834650
.500947
.180877
.824650
.081993
.288972
.446140
.597170
.708553
.947506
.786675
.109315
.269452
.602358
.269452
.602358
.088538
.448555
.975139
.270582

.945817
.945852
.231223
.278623
.120280
.231223
.278623
.120280
.968002
.945852
.945817
.700279
.834650
.538193
.538193

115241
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-0

-1
-2

.448555
.975139
.270582
.571449
.884285
.270582
.571449
.884285
.088538
.975139
.448555
.786675
.109315
.115241
.115241
.900606
.900606
.708553
.947506
.597170
.786675
.109315
.269452
.602358
.269452
.602358
.088538
.448555
.975139
.270582
.884285
.571449
.270582
.884285
.571449
.088538
.975139
.448555
.786675
0.
.597170
.708553
-2.
.500947
.180877
.824650
.081993
.288972
.446140
.793400
.419890
.719655
.398290
.719655
.398290
.986469
.020801
.339535
.715484

109315

947506
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-0

-1.
-0.
-0.
.339535

-0

-2.
.793400
.419890
.180492
.180492
.180492
.180492
.000000

.419428
0.
.715484

894775
419428
894775
986469

020801

Number

(Angstroms)
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.278623 -0.571449
.120280 0.884285
.231223 -0.270582
.278623 0.571449
.120280 -0.884285
.968002 -1.088538
. 945852 -1.975139
.945817 -1.448555
.700279 0.786675
.834650 -0.109315
.180492 -2.180492
.180492 2.180492
.180492 -2.180492
.180492 2.180492
.000000 0.000000
Coordinates
X Y
.542871 -1.118596
.542871 1.118596
.118596 0.902146
.118596 -0.902146
.182833 -2.713252
.819692 -2.946903
.505700 -1.603064
.702693 -0.790243
.833210 0.109321
.703127 -0.269560
.678507 0.602350
.703127 0.269560
.678507 -0.602350
.971050 1.086974
. 948505 1.446272
.949291 1.974239
.234287 0.269332
.123238 0.882801
.281416 -0.573888
.234287 -0.269332
.123238 -0.882801
.281416 0.573888
.971050 -1.086974
.949291 -1.974239
. 948505 -1.446272
.702693 0.790243
.833210 -0.109321
.505700 1.603064
.182833 2.713252
.819692 2.946903
.085070 3.505700
.291971 3.182833
.442618 3.819692
.603004 2.085070
.713252 1.291971
.946903 0.442618

.902146
.902146
.542871
.542871
.291971
.442618
.085070
.792920
.414454
.719666
.398259
.719666
.398259
.987513
.022086
.341441
.716207
.896821
.418729
.716207
.896821
.418729
.987513
.341441
.022086
.792920
.414454
.085070
.291971
.442618
.603064
.713252
.946903
.505700
.182833
.819692
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38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
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.790243
.109321
.269560
.602350
.269560
.602350
.086974
. 446272
.974239
.269332
.573888
.882801
.269332
.573888
.882801
.086974
.974239
. 446272
.790243
.109321
.118596
.118596
.902146
.902146
.713252
.946903
.603064
.790243
.109321
.269560
.602350
.269560
.602350
.086974
.446272
.974239
.269332
.882801
.573888
.269332
.882801
.573888
.086974
.974239
.446272
.790243
.109321
.603064
.713252
.946903
.505700
.182833
.819692
.085070
.291971
.442618
.792920
.414454
.719666
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.792920
.414454
. 719666
.398259
.719666
.398259
.987513
.022086
.341441
.716207
.418729
.896821
. 716207
.418729
.896821
.987513
.341441
.022086
.792920
.414454
.902146
.902146
.542871
.542871
.291971
.442618
.085070
.792920
.414454
.719666
.398259
. 719666
.398259
.987513
.022086
.341441
. 716207
.896821
.418729
.716207
.896821
.418729
.987513
.341441
.022086
.792920
.414454
.085070
.291971
.442618
.603064
.713252
.946903
.505700
.182833
.819692
.702693
.833210
.703127
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.702693
.833210
.703127
.678507
.703127
.678507
.971050
.948505
.949291
.234287
.281416
.123238
.234287
.281416
.123238
.971050
.949291
.948505
.702693
.833210
.542871
.542871
.11859¢6
.11859¢6
.182833
.819692
.505700
.702693
.833210
.703127
.678507
.703127
.678507
.971050
.948505
.949291
.234287
.123238
.281416
.234287
.123238
.28141¢6
.971050
.949291
.948505
.702693
.833210
.505700
.182833
.819692
.085070
.291971
.442618
.603064
.713252
.946903
.790243
.109321
.269560



96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
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.398259
. 719666
.398259
.987513
.022086
.341441
. 716207
.418729
.896821
.716207
.418729
.896821
.987513
.341441
.022086
.792920
.414454
.902146
.902146
.542871
.542871
.291971
.442618
.085070
.792920
.414454
. 719666
.398259
.719666
.398259
.987513
.022086
.341441
.716207
.896821
.418729
. 716207
.896821
.418729
.987513
.341441
.022086
.792920
.414454
.085070
.291971
.442618
.603064
.713252
.946903
.505700
.182833
.819692
.702693
.833210
.703127
.678507
.703127
.678507
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-5
-5

-1.
.118596
.182833
.819692
.505700
.702693
.833210
.703127
.678507
.703127
.678507
.971050
.948505
.949291
.234287
.123238
.281416
.234287
.123238
.281416
.971050
.949291
.948505
.702693
.833210
.505700
.182833
.819692
.085070
.291971
.442618
.603064
.713252
.946903
.790243
.109321
.269560
.602350
.269560
.602350

.678507
.703127
.678507
.971050
.948505
.949291
.234287
.281416
.123238
.234287
.281416
.123238
.971050
.949291
.948505
.702693
.833210
.542871
.542871

118596
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.602350
.269560
.602350
.086974
.446272
.974239
.269332
.573888
.882801
.269332
.573888
.882801
.086974
.974239
.446272
.790243
.109321
.11859¢6
.11859¢6
.902146
.902146
.713252
.946903
.603064
.790243
.109321
.269560
.602350
.269560
.602350
.086974
.446272
.974239
.269332
.882801
.573888
.269332
.882801
.573888
.086974
.974239
.446272
.790243
.109321
.603064
.713252
.946903
.505700
.182833
.819692
.085070
.291971
.442618
.792920
.414454
.719666
.398259
.719666
.398259
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.987513
.022086
.341441
.716207
.418729
.896821
.716207
.418729
.896821
.987513
.341441
.022086
.792920
.414454
.000000
.630261
.630261
.630261
.630261

Number

(Angstroms)
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38

.971050 1.086974
. 948505 1.446272
.949291 1.974239
.234287 0.269332
.281416 -0.573888
.123238 0.882801
.234287 -0.269332
.281416 0.573888
.123238 -0.882801
.971050 -1.086974
.949291 -1.974239
. 948505 -1.446272
.702693 0.790243
.833210 -0.109321
.000000 0.000000
.6302601 -0.630261
.63020601 0.630261
.630201 -0.630261
.630201 0.630261
Coordinates
X Y
.564623 5.327254
.116284 3.709011
.153955 -1.955210
.331226 -3.152605
.330643 4.186579
.115898 4.393069
.000000 4.,425823
.327780 4.970410
.401598 5.066514
.129022 5.889052
.972386 5.878148
.691955 5.037756
.790460 5.009648
.341566 5.664261
.765879 5.043588
.749322 5.634176
.842179 7.105521
.561609 7.533187
.939737 7.114642
.284385 7.953394
.672138 8.976111
.807480 8.021241
.632672 7.332941
.720947 7.327424
.205738 7.916630
.909442 2.726989
.000489 2.863386
.437430 1.328779
.933022 1.033339
.641504 1.857688
.369471 -0.285564
.428387 -1.324690

.085729
.428972
.428972
.085729
.444210
.278477
.073421
.258940
.483279
.349234
.438930
.497990
.380783
.852275
.648964
.971608
.951908
.920208
.905936
.807421
.861412
.907595
.454107
.309907
.631289
.311393
.250557
.273324
.271443
.279643
.273324
.271443



33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
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.788052
.932041
.3614009
.429557
.906921
.479521
.016847
. 443252
.035558
.576819
.034177
. 753133
.485261
. 745648
.350339
.437471
.732472
.191593
.243127
.734611
.254001
.984936
.468391
.088529
.001595
.459518
.895849
.270240
.019676
.059059
.725154
. 797469
.480645
.967925
.501226
.057090
.490060
.157495
.924238
.718932
.763253
.531459
.263395
.679123
.111022
.242616
.579955
.989458
. 782758
.560092
.069826
.030487
.297647
.105374
.839028
.108561
. 748610
.832875
.291005

39

.350428
.043215
.291351
.492741
.151095
.164167
.118128
.055408
.056262
.096963
.214381
.136489
.154096
.222982
.311323
.070144
.282109
.237183
.252961
.127935
.168156
.185065
.201339
.319437
.800309
.329059
.174649
.753800
.178167
.362619
.696896
.468652
.008906
.568695
.086404
.617902
.075651
.435137
. 765006
.929923
.774964
.615547
.235369
.722412
.692750
.305304
.909242
.394562
.558919
.880602
.445001
.440924
.214858
.809573
.476450
.972148
.964507
.212912
.940919
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.279643
.273324
.271443
.279643
.311393
.250557
.497990
.380783
.349234
.438930
.454107
.631289
.309907
.807421
.907595
.861412
.951908
.905936
.920208
.852275
.971608
.648964
.258940
.483279
.038149
.285294
.085729
.428972
.984192
.724900
.267413
.255824
.205224
.093266
.971200
.573036
.665184
.624378
.220571
.494755
.043536
.807535
.180560
.560119
.826809
.477873
.513867
.618380
.891178
.103663
.307248
.714070
.624608
.615001
.267413
.984192
.724900
.073421
.444210



92

93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
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.862459
.140612
.686930
.164579
.604432
.708802
.233712
.076176
.750815
.504679
.574651
.131330
.804736
.030034
.542859
.109609
.666849
.206209
.958871
.816363
.480009
.380758
.791962
.078760
.790367
.596726
.851576
.633392
.042669
.786321
.795715
.408622
.074543
.423518
.541506
.705544
.166557
.929290
.985577
.349810
.650841
.896885
.299635
.187638
.530828
.990659
.902676
.346111
.564182
.128237
.807669
.832875
.960362
. 746560
.397095
.700922
.253798
.517422
.283505

40

.364113
.769071
.747077
.832790
.781185
.919628
.954240
.536326
.858523
.466020
.823412
.877460
.280226
.730412
.709919
.905967
.118560
.173328
.780141
.575894
.300781
.197526
.699303
.526586
.499612
.463275
.094119
.710967
.508854
.668097
.070618
.216706
.651977
.488949
.511736
.496505
.623717
.557059
.445926
.387587
.969667
. 714661
.172600
.114979
.987778
.114063
177672
.222176
.220446
.206019
.398112
.212912
.245660
.028956
.270042
.248417
.28454¢6
.389456
.113098
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.278477
.258940
.483279
.349234
.438930
.497990
.380783
.852275
.648964
.971608
.951908
.905936
.920208
.807421
.907595
.861412
.454107
.309907
.631289
.311393
.250557
.285294
.038149
.285294
.038149
.624608
.615001
.714070
.103663
.307248
.573036
.665184
.093266
.971200
.513867
.891178
.618380
.560119
.826809
.477873
.043536
.807535
.180560
.624378
.494755
.220571
.255824
.205224
.267413
.984192
.724900
.073421
.444210
.278477
.714070
.624608
.615001
.103663
.307248
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.573036
.665184
.093266
.971200
.513867
.891178
.618380
.560119
.477873
.826809
.043536
.180560
.807535
.624378
.494755
.220571
.255824
.205224
.854800
.948206
.489888
.489888
.489888

Number

(Angstroms)
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.261376 -5.688520
.081438 -6.292357
.106617 -5.220672
.922291 -4.575353
.961551 -6.420978
.922786 -6.055424
.177099 -7.018279
.2501067 -7.279471
.107195 -6.692890
.874555 -8.138675
112412 -7.744631
.036240 -8.407969
.634574 -8.330208
.969857 -6.550116
.188103 -5.917702
.933579 -6.879069
.105206 -3.290980
.865466 -2.786729
.000000 0.000000
.000000 0.000000
.066383 -1.027917
.923393 0.456469
.857011 0.571447
Coordinates
X Y
.780043 -0.717485
.386840 -3.220823
.577006 -5.321288
.147225 -3.700065
.115255 1.196615
.789995 0.386071
.559407 1.213971
.907680 0.172748
.377112 0.231160
.078508 -1.663212
.435874 -1.498586
.803148 -3.086149
.409766 -3.232478
.209101 -4.123156
.012881 -5.125189
.559938 -3.994261
.675414 -3.968769
.932512 -4.708190
.317135 -4.173085
.951423 -2.552012
.009501 -2.434045
.379519 -2.380697
.548901 -1.513580
.166134 -1.627022
.711456 -0.495758
.041842 -3.509496
.780365 -3.648741
.631310 -3.707072

41

.106630
.377127
.990649
.323246
.065869
.801789
.352827
.339130
.302317
.164030
.047839
.653938
.741910
.706768
.310083
.582625
.111378
.877123
.243484
.617780
.874265
.539952
.569940
.669226
.940891
.191826
.386624
.805168



29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
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.593570
.848195
.728374
.021328
.060650
.000000
.330007
.117355
.321902
.394291
.154305
.946101
.728514
.825341
.395587
.828127
.693823
.900495
.997449
.632451
.330942
.759494
.721492
.661607
.747970
.225622
.931359
.020630
.095894
.768662
.482734
.011382
.700753
.262666
.394763
.518392
.269720
.271109
.094525
.098871
.920123
.963651
.926390
.174025
.265604
.896806
.128016
.099347
.611156
.044569
.966207
.179162
.932104
.103444
.888746
.831033
.093927
.729344
.816594
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.461259
.102407
.689523
.162223
.341292
.407023
.174932
.379743
.948662
.033399
.882544
.872210
.025323
.994854
.645731
.020899
.617283
.085547
.092570
.509957
.939613
.009478
.961270
.324912
.318073
.913093
.718177
.850161
.543501
.498381
.322678
.780896
.244676
.285762
.266292
.389061
.098262
.702722
.301234
.229723
.590873
.428305
.060171
.019565
.296115
.153453
.715174
.765463
.357827
.423367
.572792
.946153
.903877
.297776
.809085
.475552
.965607
.955222
.203512
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-3

-3

-3.
.714645
.708627
.805168
.191826
.386624
.653938
.741910
.164030
.047839
.569940
.940891
.669226
.617780
.874265
.539952
.111378
.877123
.243484
.706768
.582625
.310083
.339130
.302317
.352827
.065869
.801789
.156492

-2

.714645
.708627
.352827
.065869
.801789
.156492
.532373
.188800
.177970
.414245
.257999
.359148
.396641
.265359
.757641
.546575
.889810
.857021
.798138
.830291
.722814
.836415
.776822
.362392
.204774
.547574
.154434
.057901
377127
-3.
.377127

106630

106630



88

89

90

91

92

93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
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.280601
.851647
.026073
.294323
.110861
.560234
.050085
.074257
.504291
.979637
.515751
.585250
.785067
.992109
.685819
.251503
.112695
774762
.272565
.543668
.175308
.739100
.944985
.804236
.488366
.319867
.130738
.277963
.896873
.950594
.734292
.816594
.446618
.056197
.017280
.558534
.987800
.413001
.691553
.934162
.211621
.686016
.187588
.143622
.710435
.399941
.316158
.012756
.463652
.740129
.888331
.457997
.922943
.363886
.433637
.448450
.923938
.626044
.371393

43

.935646
.356188
.440780
.216583
.816645
.879564
.449521
.616573
.068756
.566511
.092287
.914724
.564413
.392543
.744103
.334478
.719409
.796694
.250282
.649636
.449636
.951892
.778688
.470524
.040245
.160346
.977533
722532
.160942
.239286
.023555
.203512
.195556
.309208
.074904
.116758
.143573
.078219
.165454
.227628
.207773
.322625
.302697
.276126
.256411
.105466
.346998
.235425
.172823
.151941
.165669
.174998
.050687
.279432
.472534
.324635
.041444
.871324
.273949
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.532373
.188800
.805168
.714645
.708627
.191826
.386624
.653938
.741910
.164030
.047839
.569940
.940891
.669226
.617780
.539952
.874265
.111378
.243484
.877123
.706768
.582625
.310083
.339130
.302317
.990649
.323246
.323246
.990649
.532373
.188800
.156492
.177970
.414245
.257999
.359148
.396641
.265359
.757641
.546575
.889810
.857021
.830291
.798138
.722814
.776822
.836415
.362392
.204774
.547574
.154434
.057901
.107150
.104941
.113840
.107150
.104941
.113840
.107150
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.104941
.113840
.154434
.057901
.396641
.265359
.257999
.359148
.362392
.547574
.204774
.722814
.836415
.776822
.857021
.798138
.830291
.757641
.889810
.546575
.177970
.414245
.888065
.888065
.158109
.950159
.158109
.308097
.308097
.950159
.888065
.308097
.950159
.158109
.456536
.456536
.456536

Center
Number

(Angstroms)
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.439948 1.320876
.807592 2.343858
.819690 0.552508
.478627 -0.3248306
.716315 1.881750
.238341 0.916636
.171585 2.807639
.612433 3.755452
.674363 3.089487
.965751 3.761152
.211622 2.145250
.041377 3.683202
.556665 4.662480
.121434 3.855804
.586511 2.762922
.141070 1.816444
.820039 3.207260
.087140 2.480277
.517798 3.409510
.762289 1.793271
.124716 2.753106
.661906 3.724191
.275231 2.457368
.265758 -0.990327
.224510 2.769806
.638895 -0.097373
.510977 -1.190472
.726162 -1.843900
.733783 2.416850
.735120 1.468012
.990528 -1.467041
.459945 -0.572950
.903776 -1.370638
.286467 -1.579334
.184520 -0.822114
.880289 3.168932
.304231 -2.346818
Coordinates
X Y
.892782 5.544633
.892782 5.544633
.544633 1.124480
.544633 -1.124480
.307424 3.196024
.457586 3.830363
.095952 3.521623
.799406 4.716459
.433789 4.857449
.716665 6.706676
.403934 6.684206
.716665 6.706676
.403934 6.684206
.975254 7.974034

.124480
.124480
.892782
.892782
.733540
.972625
.621649
.808683
.080732
.276443
.588657
.276443
.588657
.098211



15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
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.005933
.319558
. 712655
.885575
.425277
.712655
.885575
425277
.975254
.319558
.005933
.799406
.433789
.095952
.307424
.457586
.621649
.733540
.972625
.521623
.196024
.830363
.716459
.857449
.706676
.684206
.706676
.684206
.974034
.951650
.951802
.237465
.285138
.126359
.237465
.285138
.126359
.974034
.951802
.951650
.716459
.857449
.544633
.544633
.124480
.124480
.196024
.830363
.521623
.716459
.857449
.706676
.684206
.706676
.684206
.974034
.951650
.951802
.237465
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-0

.951650
.951802
.237465
.126359
.285138
.237465
.126359
.285138
.974034
.951802
.951650
.716459
.857449
.521623
.196024
.830363
.095952
.307424
.457586
.621649
.733540
.972625
.808683
.080732
.276443
.588657
.276443
.588657
.098211
.468540
.978371
.277856
.556828
.893631
.277856
.556828
.893631
.098211
.978371
.468540
.808683
.080732
.124480
.124480
.892782
.892782
.733540
.972625
.621649
.808683
.080732
.276443
.588657
.276443
.588657
.098211
.468540
.978371
.277856

.468540
.978371
.277856
.893631
.556828
.277856
.893631
.556828
.098211
.978371
.468540
.808683
.080732
.621649
.733540
.972625
.521623
.196024
.830363
.095952
.307424
.457586
.799406
.433789
.716665
.403934
.716665
.403934
.975254
.005933
.319558
.712655
.425277
.885575
.712655
.425277
.885575
.975254
.319558
.005933
.799406
.433789
.892782
.892782
.544633
.544633
.307424
.457586
.095952
.799406
.433789
.716665
.403934
.716665
.403934
.975254
.005933
.319558
.712655



74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
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.126359
.285138
.237465
.126359
.285138
.974034
.951802
.951650
.716459
.857449
.521623
.196024
.830363
.095952
.307424
.457586
.621649
.733540
.972625
.808683
.080732
.276443
.588657
.276443
.588657
.098211
.468540
.978371
.277856
.556828
.893631
.277856
.556828
.893631
.098211
.978371
.468540
.808683
.080732
.124480
.124480
.892782
.892782
. 733540
.972625
.621649
.808683
.080732
.276443
.588657
.276443
.588657
.098211
.468540
.978371
.277856
.893631
.556828
.277856

46

|
ORrRrkrPrEFE OOOOOo

.893631
.556828
.277856
.893631
.556828
.098211
.978371
.468540
.808683
.080732
.621649
.733540
.972625
.521623
.196024
.830363
.095952
.307424
.457586
.799406
.433789
.716665
.403934
.716665
.403934
.975254
.005933
.319558
. 712655
.425277
.885575
.712655
.425277
.885575
.975254
.319558
.005933
.799406
.433789
.892782
.892782
.544633
.544633
.307424
.457586
.095952
.799406
.433789
.716665
.403934
.716665
.403934
.975254
.005933
.319558
.712655
.885575
.425277
. 712655

.885575
.425277
.712655
.885575
.425277
.975254
.319558
.005933
.799406
.433789
.095952
.307424
.457586
.621649
.733540
.972625
.521623
.196024
.830363
.716459
.857449
.706676
.684206
.706676
.684206
.974034
.951650
.951802
.237465
.285138
.126359
.237465
.285138
.126359
.974034
.951802
. 951650
.716459
.857449
.544633
.544633
.124480
.124480
.196024
.830363
.521623
.716459
.857449
.706676
.684206
.706676
.6842006
.974034
.951650
.951802
.237465
.126359
.285138
.237465
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.893631
.556828
.098211
.978371
.468540
.808683
.080732
.621649
. 733540
.972625
.521623
.196024
.830363
.095952
.307424
.457586
.799406
.433789
.716665
.403934
.716665
.403934
.975254
.005933
.319558
.712655
425277
.885575
. 712655
.425277
.885575
.975254
.319558
.005933
.799406
.433789
.603280
.603280
.603280
.653024
.653024
.402186
.373338
.653024
.402186
.373338
.402186
.373338
.603280
.373338
.653024
.402186
.973148
.973148
.973148
.973148

.885575
425277
.975254
.319558
.005933
.799406
.433789
.095952
.307424
.457586
.621649
.733540
.972625
.521623
.196024
.830363
.716459
.857449
.706676
.684206
.706676
.6842006
.974034
.951650
.951802
.237465
.285138
.126359
.237465
.285138
.126359
.974034
.951802
.951650
.716459
.857449
.603280
.603280
.603280
.402186
.402186
.373338
.653024
.402186
.373338
.653024
.373338
.653024
.603280
.653024
.402186
.373338
.973148
.973148
.973148
.973148

.126359
.285138
.974034
.951802
.951650
.716459
.857449
.521623
.196024
.830363
.095952
.307424
.457586
.621649
.733540
.972625
.808683
.080732
.276443
.588657
.276443
.588657
.098211
.468540
.978371
.277856
.556828
.893631
.277856
.556828
.893631
.098211
.978371
.468540
.808683
.080732
.603280
.603280
.603280
.373338
.373338
.653024
.402186
.373338
.653024
.402186
.653024
.402186
.603280
.402186
.373338
.653024
.973148
.973148
.973148
.973148

4CH4@CC3-b T cc3-rb
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Standard orientation:

Center
Number

(Angstroms)
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Coordinates
X Y
.116297 -0.906117
.116297 0.906117
.906117 5.543108
.906117 5.543108
.718410 -1.299175
.947619 -0.44544¢6
.608429 -2.092535
.787543 -1.795511
.117296 -2.411270
.265621 -0.720839
.609499 -1.395069
.265621 0.720839
.609499 1.395069
.080490 0.994578
.432968 2.031466
.971906 0.354268
.264189 0.717983
.875995 0.903205
.5839406 1.414636
.264189 -0.717983
.875995 -0.903205
.583946 -1.414636
.080490 -0.994578
.971906 -0.354268
.432968 -2.0314606
.787543 1.795511
.117296 2.411270
.608429 2.092535
.718410 1.299175
.947619 0.445446
.511448 1.608429
.191020 2.718410
.824076 2.947619
.092535 3.511448
.299175 3.191020
.445446 3.824076
.795511 4.701473
.411270 4.824516
.720839 6.701447
.395069 6.674362
.720839 6.701447
.395069 6.674362
.994578 7.970221
.0314066 7.947499
.354268 7.949066
.717983 9.233139
.414636 9.279713
.903205 10.122307
.717983 9.233139
.414636 9.279713
.903205 10.122307
.994578 7.970221
.354268 7.949066
.0314066 7.947499

=

=

e

.543108
.543108
.116297
.116297
.191020
.824076
.511448
.701473
.824516
.701447
.674362
.701447
.674362
.970221
.947499
.949066
.233139
.122307
.279713
.233139
.122307
.279713
.970221
.949066
.947499
.701473
.82451¢6
.511448
.191020
.824076
.092535
.299175
.44544¢6
.608429
.718410
.947619
.787543
.11729¢6
.265621
-0.
.265621
.609499
.080490
.432968
.971906
.264189
.583946
.875995
.264189
.583946
.875995
.080490
.971906
.432968

609499
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63
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65
66
67
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69
70
71
72
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74
75
76
77
78
79
80
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90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
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. 795511
.411270
.906117
.906117
.543108
.543108
.299175
.445446
.092535
. 795511
.411270
.720839
.395069
.720839
.395069
.994578
.031466
.354268
.717983
.903205
.414636
.717983
.903205
.414636
.994578
.354268
.031466
. 795511
.411270
.092535
.299175
.445446
.608429
.718410
.947619
.511448
.191020
.824076
.701473
.824516
.701447
.674362
.701447
.674362
.970221
.947499
.949066
.233139
.279713
.122307
.233139
.279713
.122307
.970221
.949066
.947499
.701473
.824516
.543108
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.701473
.824516
.543108
.543108
.116297
.116297
.191020
.824076
.511448
.701473
.824516
.701447
.674362
.701447
.674362
.970221
.947499
.949066
.233139
.122307
.279713
.233139
.122307
.279713
.970221
.949066
.947499
.701473
.824516
.511448
.191020
.824076
.092535
.299175
.44544¢6
.608429
.718410
.947619
.787543
.117296
.265621
.609499
.265621
.609499
.080490
.432968
.971906
.264189
.5839%46
.875995
.264189
.583946
.875995
.080490
.971906
.432968
.787543
.11729¢6
.116297

.787543
.11729¢6
.116297
.116297
.906117
.906117
.718410
.947619
.608429
.787543
.117296
.265621
.609499
.265621
.609499
.080490
.432968
.971906
.264189
.875995
.583946
.264189
.875995
.5839%46
.080490
.971906
.432968
.787543
.117296
.608429
.718410
.947619
.511448
.191020
.824076
.092535
.299175
.44544¢6
.795511
.411270
.720839
.395069
.720839
.395069
.994578
.031466
.354268
.717983
.414636
.903205
.717983
.414636
.903205
.994578
.354268
.031466
.795511
.411270
.906117
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121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
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150
151
152
153
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155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
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.543108
.116297
.116297
.191020
.824076
.511448
.701473
.824516
.701447
.674362
.701447
.674362
.970221
.947499
.949066
.233139
.122307
.279713
.233139
.122307
.279713
.970221
.949066
.947499
.701473
.824516
.511448
.191020
.824076
.092535
.299175
.445446
.608429
.718410
.947619
.787543
.117296
.265621
.609499
.265621
.609499
.080490
.432968
.971906
.264189
.583946
.875995
.264189
.583946
.875995
.080490
.971906
.432968
. 787543
.117296
.598617
.598617
.598617
.960047

50

.116297
.906117
.906117
.718410
.947619
.608429
.787543
.117296
.265621
.609499
.265621
.609499
.080490
.432968
.971906
.264189
.875995
.583946
.264189
.875995
.583946
.080490
.971906
.432968
.787543
.117296
.608429
.718410
.947619
.511448
.191020
.824076
.092535
.299175
.445446
.795511
.411270
.720839
.395069
.720839
.395069
.994578
.031466
.354268
.717983
.414636
.903205
.717983
.414636
.903205
.994578
.354268
.031466
.795511
.411270
.598617
.598617
.598617
.229349

.906117
.543108
.543108
.299175
.44544¢6
.092535
.795511
.411270
.720839
.395069
.720839
.395069
.994578
.031466
.354268
.717983
.903205
.414636
.717983
.903205
.414636
.994578
.354268
.031466
.795511
.411270
.092535
.299175
.44544¢6
.608429
.718410
.947619
.511448
.191020
.824076
.701473
.82451¢6
.701447
.674362
.701447
.674362
.970221
.947499
.949066
.233139
.279713
.122307
.233139
.279713
.122307
.970221
.949066
.947499
.701473
.824516
.598617
.598617
.598617
.975003
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.975003
.960047
.229349
.975003
.960047
.229349
.960047
.229349
.598617
.229349
.975003
.960047
.230056
.230056
.230056
.230056

Number

(Angstroms)
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.960047 -2.229349
.229349 0.975003
.975003 0.960047
.960047 2.229349
.229349 -0.975003
.975003 -0.960047
.229349 -0.975003
.975003 -0.960047
.598617 1.598617
.975003 0.960047
.960047 2.229349
.229349 0.975003
.230056 2.230056
.230056 -2.230056
.230056 -2.230056
.230056 2.230056
Coordinates
X Y
.899886 5.537063
.899886 5.537063
.537063 1.115772
.537063 -1.115772
.279106 3.170143
.429167 3.805919
.071323 3.492546
.781669 4.690620
.397172 4.815649
.719640 6.699166
.397961 6.674746
.719640 6.699166
.397961 6.674746
.987256 7.966545
.021720 7.944319
.340762 7.944489
.715824 9.229694
.895809 10.118787
.419031 9.276950
.715824 9.229694
.895809 10.118787
.419031 9.276950
.987256 7.966545
.340762 7.944489
.021720 7.944319
.781669 4.690620
.397172 4.815649
.071323 3.492546
.279106 3.170143
.429167 3.805919
.590422 2.071323
.700687 1.279106
.936221 0.429167
.492546 1.590422
.170143 2.700687
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-0

-1
-2

-1

.115772
.115772
.89988¢6
.899886
.700687
.936221
.590422
.778890
.125905
.269339
.602677
.269339
.602677
.087767
.447327
.974674
.269853
.883304
.572820
.269853
.883304
.572820
.087767
.974674
.447327
.778890
0.
.590422
.700687
-2.
-3.
-3.
-3.
-2.
.279106

125905

936221
492546
170143
805919
071323



36
37
38
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40
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46
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48
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50
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53
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68
69
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71
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73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
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.805919
.690620
.815649
.699166
.674746
.699166
.674746
.966545
.944319
.944489
.229694
.276950
.118787
.229694
.276950
.118787
.966545
.944489
.944319
.690620
.815649
.537063
.537063
.115772
.115772
.170143
.805919
.492546
.690620
.815649
.699166
.674746
.699166
.674746
.966545
.944319
.944489
.229694
.118787
.276950
.229694
.118787
.276950
.966545
.944489
.944319
.690620
.815649
.492546
.170143
.805919
.071323
.279106
.429167
.590422
.700687
.936221
.778890
.125905
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.936221
.778890
.125905
.269339
.602677
.269339
.602677
.087767
.447327
.974674
.269853
.572820
.883304
.269853
.572820
.883304
.087767
.974674
. 447327
.778890
.125905
.115772
.115772
.899886
.899886
.700687
.936221
.590422
. 778890
.125905
.269339
.602677
.269339
.602677
.087767
.447327
.974674
.269853
.883304
.572820
.269853
.883304
.572820
.087767
.974674
.447327
.778890
.125905
.590422
.700687
.936221
.49254¢6
.170143
.805919
.071323
.279106
.429167
.781669
.397172

.429167
.781669
.397172
.719640
.397961
.719640
.397961
.987256
.021720
.340762
.715824
.419031
.895809
.715824
.419031
.895809
.987256
.340762
.021720
.781669
.397172
.89988¢6
.899886
.537063
.537063
.279106
.429167
.071323
.781669
.397172
.719640
.397961
.719640
.397961
.987256
.021720
.340762
.715824
.895809
.419031
.715824
.895809
.419031
.987256
.340762
.021720
.781669
.397172
.071323
.279106
.429167
.590422
.700687
.936221
.492546
.170143
.805919
.690620
.815649
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97
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99
100
101
102
103
104
105
106
107
108
109
110
111
112
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115
116
117
118
119
120
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125
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127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
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.269339
.602677
.269339
.602677
.087767
. 447327
.974674
.269853
.572820
.883304
.269853
.572820
.883304
.087767
.974674
.447327
.778890
.125905
.115772
.115772
.899886
.899886
.700687
.936221
.590422
.778890
.125905
.269339
-0.
.269339
.602677
.087767
. 447327
.974674
.269853
.883304
.572820
.269853
.883304
.572820
.087767
.974674
. 447327
. 778890
.125905
.590422
.700687
.936221
.492546
.170143
.805919
.071323
.279106
.429167
.781669
.397172
.719640
.397961
.719640

602677
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.719640
.397961
.719640
.397961
.987256
.021720
.340762
.715824
.419031
.895809
.715824
.419031
.895809
.987256
.340762
.021720
.781669
.397172
.899886
.899886
.537063
.537063
.279106
.429167
.071323
.781669
.397172
.719640
.397961
.719640
.397961
.987256
.021720
.340762
.715824
.895809
.419031
.715824
.8958009
.419031
.987256
.340762
.021720
.781669
.397172
.071323
.279106
.429167
.590422
.700687
.936221
.49254¢6
.170143
.805919
.690620
.815649
.699166
.674746
.699166

=
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.699166
.674746
.699166
.674746
.966545
.944319
.944489
.229694
.276950
.118787
.229694
.276950
.118787
.966545
.944489
.944319
.690620
.815649
.537063
.537063
.115772
.115772
.170143
.805919
.492546
.690620
.815649
.699166
.674746
.699166
.674746
.966545
.944319
.944489
.229694
.118787
.276950
.229694
.118787
.276950
.966545
.944489
.944319
.690620
.815649
.492546
.170143
.805919
.071323
.279106
.429167
.590422
.700687
.936221
.778890
.125905
.269339
.602677
.269339
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.602677
.087767
.447327
.974674
.269853
.572820
.883304
.269853
.572820
.883304
.087767
.974674
.447327
.778890
.125905
.892506
.8925006
.8925006
.251726
.251726
.517944
.264719
.251726
.517944
.264719
.517944
.264719
.8925006
.264719
.251726
.517944
.523822
.523822
.523822
.523822
.000000
.632198
.632198
.632198
.632198

5CH4@CC3 Cl1 cc3-raarr

Standard orientation:

Center
Number

(Angstroms)
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.397961 -6.674746
.987256 -7.966545
.021720 -7.944319
.340762 -7.944489
.715824 -9.229694
.419031 -9.276950
.895809 -10.118787
.715824 -9.229694
.419031 -9.276950
.895809 -10.118787
.987256 -7.966545
.340762 -7.944489
.021720 -7.944319
.781669 -4.690620
.397172 -4.815649
.892506 1.892506
.892506 -1.892506
.8925006 1.892506
.517944 1.264719
.517944 -1.264719
.264719 1.251726
.251726 2.517944
.517944 1.264719
.264719 1.251726
.251726 2.517944
.264719 -1.251726
.251726 -2.517944
.8925006 -1.8925006
.251726 -2.517944
.517944 -1.264719
.264719 -1.251726
.523822 2.523822
.523822 2.523822
.523822 -2.523822
.523822 -2.523822
.000000 0.000000
.632198 0.632198
.632198 0.632198
.632198 -0.632198
.632198 -0.632198
Coordinates
X Y
.880601 1.363265
.036700 2.255332
.215180 -1.688315
.339543 -3.855527
.682394 -0.490285
.686855 -0.898386
.521173 0.901894
.691379 1.798155
.465616 2.872517
.957254 2.332109
.571343 3.362573
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.973830
.507378
.481072
.515186
.984140
.902881
.981747
.909150
.820304
.932188
.830683



12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
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.831390
.178783
.042243
.651651
.676818
.865222
.711496
.286618
.995802
.580235
.651021
.785777
.115104
.140786
.862302
.290186
.101953
.418579
.436600
.751294
.758138
.240019
.4329009
.102826
.634441
.478056
.848875
.213696
.527421
.716064
.374005
.794130
.445451
.095491
.211609
.886591
.235225
.710505
.091769
.738340
.634088
.306240
.956563
.073158
.849843
.413694
.138413
.154173
.613520
.247134
.097385
.871460
.221136
.049355
.775258
.490375
.151838
.408301
.549993
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.046615
.000494
.984972
. 750572
.011953
.877068
.571019
.865663
.156765
.044366
.199316
.222498
.180838
.442411
.266721
.274411
.379242
.559486
.382564
.677361
.603096
.715658
.428560
.319701
.602121
.668753
.534219
.690772
.417660
.019566
.268604
.135410
.070338
.893393
.286696
.601648
.075864
.963879
.696714
.067168
.846988
.066434
.889849
.027680
.289401
.418610
.129206
.703666
.171051
.444710
.521513
.609997
177957
.451906
.867838
.026387
.844193
.661589
.424147
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1Sy
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.700891
.778607
.672552
.793012
.542854
.956765
.918514
.036172
.184045
.103291
.151867
.216327
.323738
.073965
.732912
.945848
.526929
.849734
.139583
.063072
.963112
.912315
. 652433
.426225
.203244
.638260
.532202
.527330
.349233
.936997
.084834
.984034
.532100
.795440
.537081
.729598
.295937
.121589
.989120
.485037
.080030
.240327
.504067
.287594
.551801
.585709
.409524
-3.
.564339
.097968
.109335
.225012
.408880
.407775
.795186
.754578
.669740
.679862
.907105

042526



71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
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.785454
.276771
.649128
.661974
.970818
.270750
.309314
.005254
.875874
.122595
.614319
.328438
.648062
.259841
.995431
.597090
.969339
.194509
.193454
.461539
.494556
.923722
.699175
.654527
.461033
.494358
.017218
.048540
.768818
.814083
.770144
.120151
.192241
.664189
.352594
.420769
.822378
.106770
.109921
.153896
.088043
.053511
.167800
.291914
.973986
.944326
.701046
.551953
.579572
.776246
.801963
.140934
.204592
.696610
.758290
.478034
.095468
.568802
.797108
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.123753
.604076
.107475
.495133
.971224
.138246
.640797
.322075
.556672
.354295
.834846
.520816
.372040
.887509
.728360
.288049
.169855
.769083
.325430
.918674
.474103
.379465
.567945
.014007
.269625
.591825
.468206
.107303
.160057
.298894
.486589
.494221
.184087
.957332
.299103
.685324
.260908
.608769
246471
.434437
.949336
.704199
.585744
.291369
.153624
.463827
.769258
.437369
.326586
.787977
.140348
.999714
.194059
.741083
.508169
.253789
.755133
.467366
.768255

OO R, EFOOODOO Joy Ul Ut W Ww
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.097770
.841330
.271415
.423289
.297014
.392897
.365092
.427418
.160051
.197646
.941377
.516130
.676087
.184881
.096961
.694369
.369254
.371615
.364215
.102228
.815908
.624727
.186318
.137252
.182174
.054278
.812064
.911141
.953953
.657203
.820835
.324566
.472678
.154478
.689641
.598183
.920816
.552642
.659122
.822919
.409684
.608370
.452389
.152363
.641191
.838927
.226315
.334300
.109576
.169695
.977663
.522861
.294940
.469002
.668177
.575942
.822718
.323812
.980089



130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188

FRPPRPRPRPRPRPOORFREFRERPRPRPRRPPRPRPOOODOFOFRRPOOR RO RO OOR OO OO OO OO RFRORROR
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.614083
.864464
.032837
.223534
.096276
.182108
.227104
437133
.165742
.201659
.869771
.437719
.235921
.699345
.353617
.133327
.653649
.907001
.931187
.756858
.456358
.981010
.523476
.809466
.228017
.953478
.532267
.515740
.844726
.334531
.641048
.021180
.607886
.656796
.877887
.279570
.263395
.797082
.299400
.482663
.726069
.567591
.418671
.564096
.654613
717704
.458435
.361873
.339699
.864750
.824238
.326724
.235079
.522260
.155141
.423627
.644653
.634182
.436882
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.846570
.615854
.028657
.375476
.257201
.518264
.268824
.981471
.730376
.578706
.269158
.306851
.657070
.923751
.490057
.204032
.449122
.837582
.809664
.046571
.670151
.765748
.400414
.611653
.961156
.236283
.421631
.843661
.440208
.776714
.149363
.591572
.286121
.463651
.969626
.347822
.769691
.016419
.474190
.082112
.188232
.846344
.676638
.155868
.243388
.817915
.850592
.060481
.461869
.794351
.211515
.046767
.433450
.669435
.977812
.461938
.110274
.583759
.061671
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.034339
.190681
.031037
.037616
.877136
.927926
.153349
.654772
.424850
.766877
.054576
.448618
.201246
.758635
.575577
.601122
.086052
.763507
.399684
.979867
.970390
.608167
.545331
.022147
.061031
.969692
.521073
.896669
.276822
.352878
.969994
.856827
.827760
.043036
.914441
.965406
.341301
.661770
.795029
.001592
.389123
.869573
.469771
.711702
.322242
.210006
.218581
.085129
.278701
.683681
.300161
.265695
. 795178
.969919
.923918
.159220
.336702
.852298
.353484
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.001878 -0.002687 -0.001197
.107284 0.013973 1.088220
.907125 0.394329 -0.465114
.859059 0.613763 -0.291593
.162803 -1.032738 -0.336198
Coordinates (Angstroms)

X Y Z
.595894 -1.156393 0.938899
.595894 1.156393 -0.938899
.156393 0.938899 -5.595894
.156393 -0.938899 -5.595894
476171 -3.014231 1.587480
.0930406 -3.234810 0.719497
.800510 -1.896956 2.372367
.933541 -1.017279 2.012120
.155520 -0.213183 2.731916
.724589 -0.265924 0.721291
.684969 0.605923 1.398563
.724589 0.265924 -0.721291
.684969 -0.605923 -1.398563
.006491 1.065158 -1.001887
.980719 1.400042 -2.042826
.991263 1.965210 -0.373044
.269321 0.252753 -0.721037
.157462 0.862509 -0.917969
.312954 -0.605531 -1.405251
.269321 -0.252753 0.721037
.157462 -0.862509 0.917969
.312954 0.605531 1.405251
.006491 -1.065158 1.001887
.991263 -1.965210 0.373044
.980719 -1.406042 2.042826
. 933541 1.017279 -2.012120
.155520 0.213183 -2.731916
.800510 1.896956 -2.372367
476171 3.014231 -1.587480
.0930406 3.234810 -0.719497
.372367 3.800510 -1.896956
.587480 3.476171 -3.014231
.719497 4.093046 -3.234810
.896956 2.372367 -3.800510
.014231 1.587480 -3.476171
.234810 0.719497 -4.0930406
.017279 2.012120 -4.933541
.213183 2.731916 -5.155520
.265924 0.721291 -6.724589
.605923 1.398563 -6.684969
.265924 -0.721291 -6.724589
.605923 -1.398563 -6.684969
.065158 -1.001887 -8.006491
.406042 -2.042826 -7.980719
.965210 -0.373044 -7.991263
.252753 -0.721037 -9.269321



47
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49
50
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52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
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72
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.605531
.862509
.252753
.605531
.862509
.065158
.965210
.406042
.017279
.213183
.156393
.156393
.938899
.938899
.014231
.234810
.896956
.017279
.213183
.265924
.605923
.265924
.605923
.065158
.406042
.965210
.252753
.862509
.605531
.252753
.862509
.605531
.065158
.965210
.406042
.017279
.213183
.896956
.014231
.234810
.800510
.476171
.093046
372367
.587480
.719497
.012120
. 731916
.721291
.398563
.721291
.398563
.001887
.042826
.373044
.721037
.405251
.917969
. 721037
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.405251
.917969
.721037
.405251
.917969
.001887
.373044
.042826
.012120
.731916
.938899
.938899
.595894
.595894
.587480
.719497
.372367
.012120
.731916
.721291
.398563
721291
.398563
.001887
.042826
.373044
.721037
.917969
.405251
.721037
.917969
.405251
.001887
.373044
.042826
.012120
. 731916
.372367
.587480
.719497
.896956
.014231
.234810
.800510
.476171
.093046
.933541
.155520
. 724589
.684969
.724589
.684969
.006491
.980719
.991263
.269321
.312954
.157462
.269321
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.312954
.157462
.269321
.312954
.157462
.006491
.991263
.980719
. 933541
.155520
.595894
.595894
.156393
.156393
.476171
.093046
.800510
. 933541
.155520
.724589
.684969
.724589
.684969
.006491
.980719
.991263
.269321
.157462
.312954
.269321
.157462
.312954
.006491
.991263
.980719
.933541
.155520
.800510
476171
.093046
.372367
.587480
.719497
.896956
.014231
.234810
.017279
.213183
.265924
.605923
.265924
.605923
.065158
.406042
.965210
.252753
.605531
.862509
.252753



106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
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.405251
.917969
.001887
.373044
.042826
.012120
. 731916
.938899
.938899
.595894
.595894
.587480
.719497
.372367
.012120
.731916
.721291
.398563
. 721291
.398563
.001887
.042826
.373044
. 721037
.917969
.405251
. 721037
.917969
.405251
.001887
.373044
.042826
.012120
.731916
.372367
.587480
.719497
.896956
.014231
.234810
.800510
.476171
.093046
.933541
.155520
.724589
.684969
.724589
.684969
.006491
.980719
.991263
.269321
.312954
.157462
.269321
.312954
.157462
.006491
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.312954
.157462
.006491
.991263
.980719
.933541
.155520
.595894
.595894
.156393
.156393
.476171
.093046
.800510
.933541
.155520
.724589
.684969
.724589
.684969
.006491
.980719
.991263
.269321
.157462
.312954
.269321
.157462
.312954
.006491
.991263
.980719
.933541
.155520
.800510
.476171
.093046
.372367
.587480
.719497
.896956
.014231
.234810
.017279
.213183
.265924
.605923
.265924
.605923
.065158
.406042
.965210
.252753
.605531
.862509
.252753
.605531
.862509
.065158

.605531
.862509
.065158
.965210
.406042
.017279
.213183
.156393
.156393
.938899
.938899
.014231
.234810
.896956
.017279
.213183
.265924
.605923
.265924
.605923
.065158
.406042
.965210
.252753
.862509
.605531
.252753
.862509
.605531
.065158
.965210
.406042
.017279
.213183
.896956
.014231
.234810
.800510
476171
.093046
.372367
.587480
.719497
.012120
.731916
.721291
.398563
.721291
.398563
.001887
.042826
.373044
.721037
.405251
.917969
.721037
.405251
.917969
.001887
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.373044
.042826
.012120
.731916
.606135
.000000
.606135
.000000
.000000
.000000
.244409
.244409
.978362
.244409
.244409
.978362
.251981
.849331
.849331
.254288
.855462
.254288
.849331
.849331
.251981
.254288
.254288
.855462
.251981
.855462
.978362
.251981
.978362
.855462

6CH4@CC3 Cl cc3-rooxx

Number

Standard orientation:

(Angstroms)
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61

.991263 -1.965210
.980719 -1.406042
. 933541 1.017279
.155520 0.213183
.000000 0.000000
.000000 2.606135
.000000 0.000000
.000000 -2.606135
.606135 -0.000000
.606135 0.000000
.849331 -0.254288
.849331 0.254288
.251981 0.855462
.849331 -0.254288
.849331 0.254288
.251981 0.855462
.855462 -1.978362
.254288 -3.244409
.254288 -3.244409
.2444009 -0.849331
.978362 -0.251981
244409 0.849331
.254288 3.244409
.254288 3.244409
.855462 1.978362
.244409 0.849331
.244409 -0.849331
.978362 0.251981
.855462 1.978362
.978362 0.251981
.251981 -0.855462
.855462 -1.978362
.251981 -0.855462
.978362 -0.251981
Coordinates
X Y
.437504 -1.244179
.813018 1.674383
.109483 3.469217
.312308 1.719462
.330651 -3.272300
.388518 -3.0420406
.602035 -2.633980
.245040 -1.644685
.610158 -1.258692
.978279 -0.311957
.176041 0.143284
.734372 0.828626
.485469 0.370420
.449844 1.715111
.995084 2.499149
.684736 2.218983
.386886 0.914391
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.491002
.024716
.151626
.427261
.749239
.646900
.764657
.656512
.470071
.467240
.075114
.766498
.098489
.797466
.260392
.402869
.699843



18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
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.862873
.191691
.621534
.295697
.873705
.922963
.668088
.344477
.148437
.071897
.323606
.173370
.913668
.369224
.724545
.077732
.861113
.663555
.541564
.178105
.534928
.362120
.517337
.556560
.349094
.992825
.143944
.163697
.251917
.093493
.518501
.041134
.257945
.952103
.625582
.434195
.440466
.365946
.304413
.608823
.812471
.475135
.724991
.244685
.346385
.400397
.856696
.254404
.015511
.299086
.902307
.566443
.374953
.970131
.711021
.580638
.638162
.311771
. 710767
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.579383
.474980
.203058
.800082
.239697
.100388
.605420
.886405
.024307
.655583
.926535
.539428
.356473
.336295
.536458
.151277
.935464
.133560
.659397
.107626
.817473
. 765739
.314795
.468432
.882916
.783605
.837079
.299632
.647185
.093240
.861535
.942907
.537629
.550771
.637245
.106847
.559980
.467497
-0.
.379959
.808297
.382022
.526385
.901326
.409899
.789558
.029415
.801533
. 745462
.360997
.489611
.837491
.867299
.947466
.452126
.669385
.931210
.049995
.925623

036282
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.428267
.094955
.407265
.030521
.079131
.387342
.758438
.885318
.852127
.377570
.019532
.539825
.579848
.733032
.390236
.231219
.138539
.687561
.255312
.572930
.117336
.552588
.005598
.354339
.854944
.793429
.32418¢6
.295477
.841640
.403944
.882009
.059604
.549097
.064117
.621753
.101549
.060736
.228228
.946389
.912072
.666886
.504701
.570523
.901337
.670560
.027077
.123127
.445189
.957752
.085382
.948360
774362
.170410
.181185
.303908
.454081
.565756
.320541
.444148



77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
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108
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110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
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.830512
.037959
.242195
.885531
.613039
.686629
.583645
.640652
.855176
.081416
.749029
.437846
.344913
.222733
.332949
.148153
.831086
.848843
.167388
.014628
.879381
.002563
.648677
. 738071
.454504
.842236
.982820
.643732
.112727
.005155
.977163
.359281
.541832
.250646
.127223
.022342
.940623
.259823
.569796
.682349
.333786
.143985
.704601
.479406
.562185
.814289
.816228
.233878
.202305
.064170
.607098
.062458
.181209
. 792376
.185483
.778239
.834136
.807021
.946684
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.487235
.585875
.556570
.957484
.452633
.545782
.019272
.265130
.321023
.383750
.435520
.800732
.375578
.394556
.618590
.094767
.819157
.361074
.802386
.145037
.104714
.692076
.620752
.796211
.999765
.351737
.019774
.428216
.061390
.471308
.557414
.556099
.149739
.335157
.917816
.770375
.455153
.453741
.804743
.375193
.414869
.096714
.154410
.763664
.560381
.049615
.584604
.857598
.252755
.631901
.490548
.176759
.115797
.626218
.578740
.295881
.357410
.910835
.544294
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.376689
.629471
.242815
.091154
.201765
.678419
.618656
.442337
.185431
.140685
.976005
.882389
.800804
.356031
.520140
.480180
.424701
.534440
.456256
.417223
.239404
.256701
.334249
.917740
.322106
.946228
.983880
.980458
.14842¢6
.134977
.602401
.066133
.069794
.468553
.286959
.368549
.144035
.931618
.126659
.388504
.025820
.326255
.876023
.773281
.787705
.142916
.127987
.553553
.546833
.588776
.574452
.634123
.245558
.997440
.275502
.850555
.587092
.844823
.812711



136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
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160
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163
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165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
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.936785
.384426
.224101
.308554
.148105
.274833
.215384
.180147
.946265
.885574
.178096
.067818
.959502
.481218
.449420
.778895
.630364
.935324
.032661
.250924
.052717
.160962
.578174
.739592
.512173
.431865
.327436
.648050
.123469
.193460
.288409
.913959
.234463
. 727754
.978785
.727440
.977175
.689366
.688466
.607526
.697297
.790246
.796578
.505323
.153857
.352164
.943404
.490339
.949096
.621287
.254635
.616816
.815223
.024142
.616181
.586950
.757723
.466993
.946212
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7.
7.
3.
.570868
.576393
.740308
.149994
.410590
.089950
.135709
.726884
2.
2.
0.
0.
0.
0.
.356141
.440084
.172892
.005737
.261619
.465168
.543448
.049836
.246571
.828332
.730084
.787645
.875190
.607019
.219433
.273052
.208746
.307017
.208069
.307002
.099332
.101009
.757061
.248668
.168487
.313061
.693340
.687974
.668324
.468074
.275989
0.
.101487
.744770
.490198
.255873
.896141
.759312
.511711
.696757
.604567
.250966

4

0

0
1

(@}
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972080
640230
973438

067206
689370
159022
877638
160171
926826

993419

.758925
.187102
.485238
. 622318
.964864
.935735
.575055
.329977
.773143
.065168
.807223
.406230
.425784
.215819
.587662
.613551
.742842
.619612
.430080
.211179
.486147
.3224006
.559971
.426023
.953072
.546426
.747329
.504999
.973028
.838357
.658957
.291831
.258612
.530847
.715594
.532443
.715831
.981362
.982263
.189685
.623716
.208590
.330392
.484319
.736805
.341170
.199448
.583541
.552833
.073228
.383126
.583230
.199505
.046352
.851082
.085829
.071318
.038995
.932284



.584217
.255031
.120113
.936800
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Standard orientation:

Center
Number

Atomic
Number

(Angstroms)
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.469305 0.150482
.130768 -1.834350
.828626 -1.668135
.806819 -0.539435
Coordinates
X Y
.408120 4.812450
.359232 4.027454
.070293 1.765728
.583063 0.962021
.126823 3.748866
.487188 4.588363
.020647 3.198867
.079503 3.759835
.009866 3.214690
.453761 5.299005
.449159 4.617095
.898100 5.369333
.894616 6.005337
.820879 5.989888
.837698 6.037672
.853602 5.314758
.334117 7.373243
.001500 7.783523
.373468 8.058619
.897790 7.301846
.538600 8.298424
.874413 6.689653
.028828 6.686501
.072820 7.329784
.0523406 6.599946
.745567 3.776890
.726799 4.539144
.269037 2.452714
.263744 1.389823
.857587 1.566072
.780624 0.150498
.310025 -0.032550
.717233 -1.006239
.323518 1.015463
.795590 2.261120
.818558 3.069985
. 923252 0.815788
.253967 -0.209962
.708897 1.467781
.945553 0.392148
.745700 1.825012
469217 2.888064
.427367 1.629083
.722070 1.904361
.643771 0.559961
.717483 2.442751
.478583 3.513851

.460781
.705556
.666429
.003169
.406580
.146467
.692103
.681973
.635979
.520421
.390436
.000636
.096921
.055845
.651101
.920934
.487356
.252531
.629738
.007802
.285479
.919661
.958478
.069970
.339165
.524333
.729880
.134039
.047595
.039033
.692103
.406580
.146467
.505636
.136744
.862532
.839792
.065878
.933306
.024565
.076229
. 954970
.435035
.226726
.558679
.540343
.490248



48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106

FoOoRFPPRPORRPOFOFODFRORPR OO OO OO OO RO RO RPOR PR OO ORI YRR RFROR RO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

W NN JoyJ 0o J 34

U O1r oy U1 U oy O U W > b W IN

.191561
.676281
.988150
.584879
.001466
.751678
.671353
.446218
.329970
.667493
.963644
.308261
.371764
.835494
.785052
.758631
.643666
.294414
.599029
.148083
.815953
.223101
776266
.189548
.311369
.772479
.455947
.230616
.552474
.241479
.165703
.597834
.029516
.147626
.716361
.279070
. 759977
.183202
.230045
.282342
.060392
. 749406
.489594
.428250
.072535
.898099
.567615
.700929
.253467
.362192
.773942
.805094
.241894
.384189
.874689
.356203
.917346
.218357
. 792235
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.268687
.087880
.039729
.696427
.284058
.342703
.997913
.510019
.603305
.029428
.759667
.056882
.052783
.131574
.691707
.604712
.489286
.091905
.040864
.361884
.256534
.919564
.368216
.211331
.727956
.873414
.682770
.587562
.665217
.292386
.973826
.551991
.186087
.304708
.814795
.481915
.349365
.716316
.582124
.252008
.417637
.841961
.057426
.521397
.257779
.266176
.631049
.328469
.643454
.042471
.697531
.318285
.388615
.601828
.428432
.1020091
.615654
.708026
.084793
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.512041
.402559
.507260
.460677
.044743
.896433
.226589
.882249
.820085
.705556
.460781
.705556
.460781
.047595
.039033
.134039
.524333
.729880
.000636
.096921
.520421
.390436
.958478
.339165
.069970
.007802
.285479
.919661
.487356
.252531
.629738
.055845
.920934
.651101
.681973
.635979
.692103
.406580
.146467
.505636
.136744
.862532
.134039
.047595
.039033
.524333
.729880
.000636
.096921
.520421
.390436
.958478
.339165
.069970
.007802
.919661
.285479
.487356
.629738



107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
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.239978
. 776955
.175914
.309928
.795864
.288936
.064312
.624666
.958397
.005981
.855982
.567964
.041176
.168119
.445151
.125584
.312387
.953357
. 735745
.124511
.010260
.306826
. 474227
.560521
.282375
.646298
.627614
.894507
.478785
.270705
.565920
.530824
.419513
.229228
.028621
.077715
.193040
.219782
.184693
.036188
.191161
.106978
.084606
.089543
.792343
.266528
.583313
.633166
.522681
.105433
.480973
.029983
.093643
.957265
.243257
.196208
.631040
.302856
.336945
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.491137
.437897
.128671
.342380
.945040
.732775
.508139
.622013
.584034
.273867
.156517
771976
.236545
.855767
.655050
.210159
.952926
.197391
.426423
.885696
.137252
.607669
.596136
.093731
.853693
.603914
.086510
.398076
.921418
.175773
.644630
.363477
716161
.667909
.391959
.477798
.730588
.671193
.17159¢6
.398497
.720766
.306202
.87349¢6
.319466
.022403
.314487
.677940
.345074
.205476
.642543
.518476
.691794
.437805
.782937
.038887
.367543
.362418
.514779
.167630

.252531
.055845
.920934
.651101
.681973
.635979
.666429
.003169
.003169
.666429
.136744
.862532
.505636
.839792
.065878
.933306
.024565
.076229
.954970
.435035
.226726
.558679
.540343
.512041
.490248
.402559
.460677
.507260
.044743
.896433
.226589
.882249
.820085
.842594
.840618
.849272
.842594
.840618
.849272
.842594
.840618
.849272
.882249
.820085
.076229
.954970
.933306
.024565
.044743
.226589
.896433
.402559
.507260
.460677
.540343
.490248
.512041
.435035
.558679
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.226726
.839792
.065878
.343874
.253462
.429532
.429532
.429532
.253462
.253462
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Standard orientation:

Center
Number

Atomic
Number

(Angstroms)
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.711810 -5.041613
.755133 -4.671555
.808816 -4.445088
.000000 0.000000
.131206 -0.622586
.131293 0.619863
.1024064 0.669797
.028829 -1.289660
.104778 -0.668360
.026428 1.290946
Coordinates
X Y
.223415 2.200169
.670737 4.127695
.415610 5.276552
.784137 3.632232
.161153 0.209916
.105874 1.204471
.477659 -0.017798
.480862 1.064048
.475452 0.816881
.295929 3.174292
.208287 2.798126
.857494 4.444915
.917778 4.793646
.924751 5.537582
.579131 6.432881
.830831 5.193357
.238535 5.849270
.016322 6.617796
.343907 6.263139
.673074 4.584614
.863145 4.804170
.619457 4.223592
.610973 3.491879
.681357 3.811434
.932505 2.571321
.529748 4.340087
.692427 4.743923
.244478 4.078336
.216358 3.496440
.177583 3.237336
.954316 3.266445
.707002 3.622039
.521084 3.440849
.260048 4.209132
.0130062 4.431290
.754942 4.893862
.548349 4.625639
.700551 4.353576
.627195 5.675727
.646843 5.296411
.839598 5.077413

.476272
.381106
.380248
.437156
.342569
.690421
.917559
.975366
.576249
.52749¢6
.029823
.782934
.248324
.911163
.382961
.395691
.374864
.435483
.859834
.117440
.173336
.692186
.993657
.482412
.492911
.870802
.461021
.446092
.378983
.055943
.723744
.255490
.311113
.448602
.091193
.523383
.037146
.093308
.068999
.106776
.338563
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95
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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.791388
.145955
.989324
.199519
.222906
.243615
.155917
.016139
.046876
.056114
.710393
.633660
.842068
.755015
.758990
.492889
.370190
.160982
.852383
.847269
.862446
.914526
.298606
.475956
.742739
.806360
.342492
.261837
.699448
.132801
.770080
.658418
.881242
.611344
.069836
.775281
.167686
.708205
.612986
.251442
.722103
.721843
.834919
.538273
.195551
.278724
.198544
.451299
.479810
.297880
.300949
.975129
.250747
.545675
.697992
.984403
.806879
.488396
.804265

69
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.414002
.570365
.138883
.178565
.097206
.473004
.419935
.692584
.391860
.786786
.206126
.564157
.601336
.965696
.453321
.023482
.003198
.359274
.467549
.283109
.486167
.330521
.696041
.427614
.412969
.999912
.497010
.883577
.947178
.975530
.530425
.547304
.588059
.001474
.456803
.853570
.081261
.011888
.390658
.947589
.036340
.585848
.454373
.951234
.764979
.423850
.379602
.984119
.875135
.417928
.018522
.804283
.429060
.651148
.926093
.924458
.647337
.973545
.864235

|
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.287086
.970987
.420931
.995091
.987305
.955235
.461214
.714604
770743
.695138
.085274
.050343
.623614
.359149
.628189
.786281
.084238
.311840
.814499
.476235
.143955
.466964
.058515
.030088
.451852
.445699
.040019
.033262
.696147
.309595
.659719
.725027
.467260
.696361
.134185
.871868
.188895
.480305
.504462
.473875
.656804
.582707
.682265
.874387
.240367
.866407
.670843
.447272
.484974
.484156
.360275
.372014
.111643
.278899
.932492
.541468
.857696
.539495
. 985357



101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159

FoOoRFPPRPOROOFODHF O OO O RO RO RO RPOROOROORFR OO RO ddRP OO RO OR RO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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.645730
.628752
.492232
.955198
.197682
.397132
.028312
.692216
.504917
.347990
.006491
.951214
.996623
.209115
.778342
.361331
.387282
.126379
771257
.140729
.367103
.297662
.381749
.380446
.264248
.777351
.525852
.891297
.987442
.984710
.945188
.909160
.041848
.010801
.513891
.373357
.736335
.015335
.964941
.868007
.841675
.913862
. 740108
.657362
.584650
.683059
.786187
.811341
.636706
.490860
.761129
.551419
.642483
.826415
.664768
.866237
427769
.025794
.217431

70
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.275532
.428527
.202510
.190582
.155114
.400089
. 747300
.106828
.203002
.793762
.677343
.446543
.496913
.716032
.632459
.645493
.092515
.889480
.819279
.570059
.472740
.147547
.060925
.525775
.602097
.273438
.564936
.193409
.025303
.811051
.106987
.649046
.214127
.585869
.902385
.974010
.602305
.314404
.412468
.589327
.812185
.352181
.489590
.761501
.308350
.627269
.301025
.387713
.373852
.763681
.256499
.520219
.308820
.018222
.066022
.815894
.355001
.713824
.476262

.175122
.400003
.759596
.115544
.129633
.840912
.715312
.137960
.467963
.657959
.573587
.061021
.949614
.272418
.849515
.053455
.890393
.899492
.332712
.824375
.096377
.485337
.668180
.462604
.240713
.040825
.295979
.201235
.355541
.754053
.168471
.373066
.301687
.630232
.801782
.609326
.512673
171661
.105967
.894074
.864564
.805173
.343967
.539148
.475737
.521467
.296214
.302027
.794043
.699096
.158030
.95499¢6
.198247
.371105
.530804
.524312
.332944
.787113
.019796
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.752769
.745027
.571552
.894371
.416789
.587487
.394685
.085231
.363216
.092030
.098255
.077851
.477823
.294455
.658663
.112472

Number

(Angstroms)

O J o U bW

WwWwwwwwdhdhdhDdNDDNDDNDDNDNDNDNMDNRERPRPRPRRRERRRE
GO WNEFEF OWOOWJIOU P WNE OWOOWTIOo Ud WNE O

ook OO OODOOFOYRPF PO PFPORRREFORPORPORPORPOOD R O I I3

oNeoloBololNololNoNoNoNolololololoNoNoloBolololNeololNoNoNololololelNelNolNolNo)

=
NHFRPFORFRPNMNMNWWWD DI I JOOOWOWOUWOUIJIJooOoOOoO B DdWWWwWERE o o

71

.018734 -6.230247
.140673 -4.667335
.000477 -3.957393
.117554 -5.139178
.123205 -3.910304
.336564 -4.597257
.896860 -3.135066
.621841 -3.996116
.934130 -4.766740
.826138 0.120651
.463527 -1.418904
.196217 1.661321
.628218 0.156947
.306157 0.486024
.025980 0.083008
.351359 -0.241161
Coordinates
X Y
.535780 0.904140
.535780 -0.904140
.113576 -5.535780
.113576 -5.535780
.164505 1.272750
.802212 0.423579
.486048 2.068279
.684500 1.779236
.807366 2.389847
.697084 0.720945
.671828 1.395691
.697084 -0.720945
.671828 -1.395691
.964933 -0.992156
.942747 -2.028178
.943161 -0.349664
.228002 -0.717049
.117149 -0.900253
.275032 -1.416049
.228002 0.717049
.117149 0.900253
.275032 1.416049
.964933 0.992156
.943161 0.349664
.942747 2.028178
.684500 -1.779236
.807366 -2.389847
.486048 -2.068279
.164505 -1.272750
.802212 -0.423579
.068279 -1.583240
.272750 -2.692203
.423579 -2.924050
.583240 -3.486048
.692203 -3.164505

RN WWwwNDN

.113576
.113576
.904140
.904140
.692203
.924050
.583240
.771924
.136089
.266600
.608224
.266600
.608224
.083062
.438114
.972893
.266303
.878727
.579890
.266303
.878727
.579890
.083062
.972893
.438114
.771924
.136089
.583240
.692203
.924050
.486048
.164505
.802212
.068279
.272750



36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
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.924050
.771924
.136089
.266600
.608224
.266600
.608224
.083062
.438114
.972893
.266303
.579890
.878727
.266303
.579890
.878727
.083062
.972893
.438114
.771924
.136089
.113576
.113576
.904140
.904140
.692203
.924050
.583240
.771924
.136089
.266600
.608224
.266600
.608224
.083062
.438114
.972893
.266303
.878727
.579890
.266303
.878727
.579890
.083062
.972893
.438114
.771924
.136089
.583240
.692203
.924050
.486048
.164505
.802212
.068279
.272750
.423579
779236
.389847

72
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.802212
.684500
.807366
.697084
.671828
.697084
.671828
.964933
.942747
.943161
.228002
.275032
.117149
.228002
.275032
.117149
.964933
.943161
.942747
.684500
.807366
.535780
.535780
.113576
.113576
.164505
.802212
.486048
.684500
.807366
.697084
.671828
.697084
.671828
.964933
.942747
.943161
.228002
.117149
.275032
.228002
.117149
.275032
.964933
.943161
.942747
.684500
.807366
.486048
.164505
.802212
.068279
.272750
.423579
.583240
.692203
.924050
771924
.136089

B WWw WD NE ORFEDNDDN

.423579
.779236
.389847
.720945
.395691
.720945
.3956091
.992156
.028178
.349664
.717049
.416049
.900253
.717049
.416049
.900253
.992156
.349664
.028178
.779236
.389847
.904140
.904140
.535780
.535780
.272750
.423579
.068279
779236
.389847
.720945
.3956091
.720945
.395691
.992156
.028178
.349664
.717049
.900253
.416049
.717049
.900253
.416049
.992156
.349664
.028178
.779236
.389847
.068279
.272750
.423579
.583240
.692203
.924050
.486048
.164505
.802212
.684500
.807366



95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
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.720945
.395691
.720945
.395691
.992156
.028178
.349664
.717049
.416049
.900253
.717049
.416049
.900253
.992156
.349664
.028178
. 779236
.389847
.904140
.904140
.535780
.535780
.272750
.423579
.068279
.779236
.389847
.720945
.395691
.720945
.395691
.992156
.028178
.349664
.717049
.900253
.416049
.717049
.900253
.416049
.992156
.349664
.028178
779236
.389847
.068279
.272750
.423579
.583240
.692203
.924050
.486048
.164505
.802212
.684500
.807366
.697084
.671828
.697084
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.266600
.608224
.266600
.608224
.083062
.438114
.972893
.266303
.579890
.878727
.266303
.579890
.878727
.083062
.972893
.438114
.771924
.136089
.113576
.113576
.904140
.904140
.692203
.924050
.583240
.771924
.136089
.266600
-0.
.266600
.608224
.083062
.438114
.972893
.266303
.878727
.579890
.266303
.878727
.579890
.083062
.972893
.438114
.771924
.136089
.583240
.692203
.924050
.486048
.164505
.802212
.068279
.272750
.423579
.779236
.389847
.720945
.395691
.720945

608224
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.697084
.671828
.697084
.671828
.964933
.942747
.943161
.228002
.275032
.117149
.228002
.275032
.117149
.964933
.943161
.942747
.684500
.807366
.535780
.535780
.113576
.113576
.164505
.802212
.486048
.684500
.807366
.697084
.671828
.697084
.671828
.964933
.942747
.943161
.228002
.117149
.275032
.228002
.117149
.275032
.964933
.943161
.942747
.684500
.807366
.486048
.164505
.802212
.068279
.272750
.423579
.583240
.692203
.924050
.771924
.136089
.266600
.608224
.266600
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-0

0.
-0

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

0
-0.

.608224
.083062
.438114
.972893
.266303
.579890

878727

.266303
.579890

878727
083062
972893

.438114
.771924

136089

.000000
.000000
.000000
.581528
.000000
.581528
.000000

4SF6@CC3 T cc3-rsf6by

Standard orientation:

Number

(Angstroms)

O J o U WD
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.671828 1.395691
.964933 0.992156
.942747 2.028178
.9431061 0.349664
.228002 0.717049
.275032 1.416049
.117149 0.900253
.228002 -0.717049
.275032 -1.416049
.117149 -0.900253
.964933 -0.992156
.9431061 -0.349664
.942747 -2.028178
.684500 1.779236
.807366 2.389847
.000000 0.000000
.000000 1.581528
.000000 -1.581528
.000000 0.000000
.581528 0.000000
.000000 -0.000000
.581528 -0.000000
Coordinates
X Y
.883652 5.561970
.883652 5.561970
.561970 1.143318
.561970 -1.143318
.392104 3.277977
.543629 3.911482
.175269 3.608651
.859349 4.,793192
.536763 4,975953
.710781 6.722106
.414837 6.703079
.710781 6.722106
.414837 6.703079
.953094 7.990175
.976867 7.967155
.281405 7.967929
.706816 9.254296
.867129 10.142680
.436139 9.302627
.706816 9.254296
.867129 10.142680
.436139 9.302627
.953094 7.990175
.281405 7.967929
.976867 7.967155
.859349 4.793192
.536763 4.,975953
.175269 3.608651
.392104 3.277977

or PO

0.
-0
-0
-0.

0
-1.
-1.
-1

0.

0.
1.
2.

.143318
.143318
.883652
.883652
.825184
.067485
.710862
.888871
.041026
.289320
.562336
.289320
.562336
.116289
.505496
.984426
.292121

912060

.527949
.292121

912060

.527949

116289
984426

.505496

888871
041026
710862
825184



30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
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.543629
.710862
.825184
.067485
.608651
L277977
.911482
.793192
.975953
.722106
.703079
.722106
.703079
.990175
.967155
.967929
.254296
.302627
.142680
.254296
.302627
.142680
.990175
.967929
.967155
.793192
.975953
.561970
.561970
.143318
.143318
277977
.911482
.608651
.793192
.975953
. 722106
.703079
.722106
.703079
.990175
.967155
.967929
.254296
.142680
.302627
.254296
.142680
.302627
.990175
.967929
.967155
. 793192
.975953
.608651
L277977
.911482
.175269
.392104
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.911482
.175269
.392104
.543629
.710862
.825184
.067485
.888871
.041026
.289320
.562336
.289320
.562336
.116289
.505496
.984426
.292121
.527949
.912060
.292121
.527949
.912060
.116289
.984426
.505496
.888871
.041026
.143318
.143318
.883652
.883652
.825184
.067485
.710862
.888871
.041026
.289320
.562336
.289320
.562336
.116289
.50549¢6
.98442¢6
.292121
.912060
.527949
.292121
.912060
.527949
.116289
.984426
.505496
.888871
.041026
.710862
.825184
.067485
.608651
277977
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.067485
.608651
277977
.911482
.175269
.392104
.543629
.859349
.536763
.710781
.414837
.710781
.414837
.953094
.976867
.281405
.706816
.436139
.867129
.706816
.436139
.867129
.953094
.281405
.976867
.859349
.536763
.883652
.883652
.561970
.561970
.392104
.543629
.175269
.859349
.536763
.710781
.414837
.710781
.414837
.953094
.976867
.281405
.706816
.867129
.436139
.706816
.867129
.436139
.953094
.281405
.976867
.859349
.536763
.175269
.392104
.543629
.710862
.825184



89

90

91

92

93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
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.543629
.710862
.825184
.067485
.888871
.041026
.289320
.562336
.289320
.562336
.116289
.505496
.984426
.292121
.527949
.912060
.292121
.527949
.912060
.116289
.984426
.505496
.888871
.041026
.143318
.143318
.883652
.883652
.825184
.067485
.710862
.888871
.041026
.289320
.562336
.289320
.562336
.116289
.505496
.984426
.292121
.912060
.527949
.292121
.912060
.527949
.116289
.984426
.505496
.888871
.041026
.710862
.825184
.067485
.608651
L277977
.911482
.175269
.392104
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.911482
.175269
.392104
.543629
.859349
.536763
.710781
.414837
.710781
.414837
.953094
.976867
.281405
.706816
.436139
.867129
.706816
.436139
.867129
.953094
.281405
.976867
.859349
.536763
.883652
.883652
.561970
.561970
.392104
.543629
.175269
.859349
.536763
.710781
.414837
.710781
.414837
.953094
.976867
.281405
.706816
.867129
.436139
.706816
.867129
.436139
.953094
.281405
.976867
.859349
.536763
.175269
.392104
.543629
.710862
.825184
.067485
.608651
277977
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.067485
.608651
L277977
.911482
.793192
.975953
.722106
.703079
.722106
.703079
.990175
.967155
.967929
.254296
.302627
.142680
.25429¢6
.302627
.142680
.990175
.967929
.967155
.793192
.975953
.561970
.561970
.143318
.143318
277977
.911482
.608651
.793192
.975953
.722106
.703079
.722106
.703079
.990175
.967155
.967929
.254296
.142680
.302627
.25429¢6
.142680
.302627
.990175
.967929
.967155
.793192
.975953
.608651
L277977
.911482
.175269
.392104
.543629
.710862
.825184



148 1 0 -0.543629 -3.911482 -3.067485
149 6 0 -1.859349 -4.793192 -0.888871
150 1 0 -2.536763 -4.975953 -0.041026
151 6 0 -0.710781 -6.722106 -0.289320
152 1 0 -1.414837 -6.703079 0.562336
153 6 0 0.710781 -6.722106 0.289320
154 1 0 1.414837 -6.703079 -0.562336
155 6 0 0.953094 -7.990175 1.116289
156 1 0 1.976867 -7.967155 1.505496
157 1 0 0.281405 -7.967929 1.98442¢6
158 6 0 0.706816 -9.254296 0.292121
159 1 0 1.436139 -9.302627 -0.527949
160 1 0 0.867129 -10.142680 0.912060
161 6 0 -0.706816 -9.254296 -0.292121
162 1 0 -1.436139 -9.302627 0.527949
163 1 0 -0.867129 -10.142680 -0.912060
164 6 0 -0.953094 -7.990175 -1.116289
165 1 0 -0.281405 -7.967929 -1.984426
166 1 0 -1.976867 -7.967155 -1.505496
167 6 0 1.859349 -4.793192 0.888871
168 1 0 2.536763 -4.975953 0.041026
169 16 0 2.327471 2.327471 2.327471
170 16 0 2.327471 -2.327471 -2.327471
171 16 0 -2.327471 2.327471 -2.327471
172 16 0 -2.327471 -2.327471 2.327471
173 9 0 -1.289012 -1.267785 2.861888
174 9 0 -1.289012 1.267785 -2.861888
175 9 0 -1.267785 2.861888 -1.289012
176 9 0 1.289012 1.267785 2.861888
177 9 0 1.267785 2.861888 1.289012
178 9 0 1.289012 -1.267785 -2.861888
179 9 0 1.267785 -2.861888 -1.289012
180 9 0 -1.267785 -2.861888 1.289012
181 9 0 1.809397 -3.375300 -3.399522
182 9 0 -1.809397 3.375300 -3.399522
183 9 0 1.809397 3.375300 3.399522
184 9 0 -1.809397 -3.375300 3.399522
185 9 0 -2.861888 1.289012 -1.267785
186 9 0 2.861888 1.289012 1.267785
187 9 0 -2.861888 -1.289012 1.267785
188 9 0 2.861888 -1.289012 -1.267785
189 9 0 -3.399522 -1.809397 3.375300
190 9 0 3.399522 1.809397 3.375300
191 9 0 -3.399522 1.809397 -3.375300
192 9 0 3.399522 -1.809397 -3.375300
193 9 0 -3.375300 3.399522 -1.809397
194 9 0 3.375300 3.399522 1.809397
195 9 0 3.375300 -3.399522 -1.809397
196 9 0 -3.375300 -3.399522 1.809397

53F6@CC3 T cc3-rsfobx
Standard orientation:

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 7 0 1.145020 0.864217 -5.552172
2 7 0 -1.145020 -0.864217 -5.552172

77



QO ~J oy U W

11
12
13
14
15
16
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.864217
.864217
. 787035
.041246
.672246
.871444
.024497
.300434
.540922
.300434
.540922
.135743
.544301
.990607
.307349
.930760
.496981
.307349
.930760
.496981
.135743
.990607
.544301
.871444
.024497
.672246
.787035
.041246
.565609
.225618
.856388
.123186
.343657
.495960
.821479
.499350
.706240
.422805
.706240
.422805
.931987
.948190
.243620
.700549
.447109
.846663
.700549
.447109
.846663
.931987
.243620
.948190
.821479
.499350
.864217
.864217
.552172
.552172
.343657
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.552172
.552172
.343657
.495960
.123186
.821479
.499350
.706240
.422805
.706240
.422805
.931987
.948190
.243620
.700549
.846663
.447109
.700549
.846663
.447109
.931987
.243620
.948190
.821479
.499350
.123186
.343657
.495960
.672246
.787035
.041246
.565609
.225618
.856388
.767181
.952219
.720923
.707843
.720923
.707843
.985635
.963548
.961357
.250198
.299861
.138594
.250198
.299861
.138594
.985635
.961357
.963548
.767181
.952219
.552172
.552172
.145020
.145020
.225618

.145020
.145020
.225618
.856388
.565609
.767181
.952219
.720923
.707843
.720923
.707843
.985635
.963548
.961357
.250198
.138594
.299861
.250198
.138594
.299861
.985635
.961357
.963548
.767181
.952219
.565609
.225618
.856388
.123186
.343657
.495960
.672246
.787035
.041246
.871444
.024497
.300434
.540922
.300434
.540922
.135743
.544301
.990607
.307349
.496981
.930760
.307349
.496981
.930760
.135743
.990607
.544301
.871444
.024497
.145020
.145020
.864217
.864217
.787035
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.495960
.123186
.821479
.499350
.706240
.422805
.706240
.422805
.931987
.948190
.243620
.700549
.846663
.447109
.700549
.846663
.447109
.931987
.243620
.948190
.821479
.499350
.123186
.343657
.495960
.672246
.787035
.041246
.565609
.225618
.856388
.767181
.952219
.720923
.707843
.720923
.707843
.985635
.963548
.961357
.250198
.299861
.138594
.250198
.299861
.138594
.985635
.961357
.963548
.767181
.952219
.552172
.552172
.145020
.145020
.225618
.856388
.565609
.767181
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.856388
.565609
.767181
.952219
.720923
.707843
.720923
.707843
.985635
.963548
.961357
.250198
.138594
.299861
.250198
.138594
.299861
.985635
.961357
.963548
.767181
.952219
.565609
.225618
.856388
.123186
.343657
.495960
.672246
.787035
.041246
.871444
.024497
.300434
.540922
.300434
.540922
.135743
.544301
.990607
.307349
.496981
.930760
.307349
.496981
.930760
.135743
.990607
.544301
-0.
-0.
.145020
-1.
-0.
0.
.787035
.041246
. 672246
.871444

871444
024497

145020
864217
864217

-3.
-1.
-0.
-0.
.300434
.540922
.300434
.540922
.135743
.544301
.990607
.307349
.930760
.496981
.307349
.930760
.496981
.135743
.990607
.544301
.871444
.024497
.672246
.787035
.041246
.565609
.225618
.856388
.123186
.343657
.495960
.821479
.499350
.706240
.422805
.706240
.422805
.931987
.948190
.243620
.700549
.447109
.846663
.700549
.447109
.846663
.931987
.243620
.948190
.821479
.499350
.864217
.864217
.552172
.552172
.343657

-0
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-1

-0.
-2.
.821479

-1

041246
672246
871444
024497

495960
123186
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.952219
.720923
.707843
.720923
.707843
.985635
.963548
.961357
.250198
.138594
.299861
.250198
.138594
.299861
.985635
.961357
.963548
.767181
.952219
.565609
.225618
.856388
.123186
.343657
.495960
.672246
.787035
.041246
.871444
.024497
.300434
.540922
.300434
.540922
.135743
.544301
.990607
.307349
.496981
.930760
.307349
.496981
.930760
.135743
.990607
.544301
.871444
.024497
.602447
.602447
.602447
.602447
.134767
.134767
.565538
.134767
.565538
.134767
.565538
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.024497
.300434
.540922
.300434
.540922
.135743
.544301
.990607
.307349
.930760
.496981
.307349
.930760
.496981
.135743
.990607
.544301
.871444
.024497
.672246
.787035
.04124¢6
.565609
.225618
.856388
.123186
.343657
.495960
.821479
.499350
.706240
.422805
.706240
.422805
.931987
.948190
.243620
.700549
.447109
.846663
.700549
.447109
.846663
.931987
.243620
.948190
.821479
.499350
.602447
.602447
.602447
.602447
.565538
.565538
.539310
.565538
.539310
.565538
.539310
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.499350
.706240
.422805
.706240
.422805
.931987
.948190
.243620
.700549
.846663
.447109
.700549
.846663
.447109
.931987
.243620
.948190
.821479
.499350
.123186
.343657
.495960
.672246
.787035
.041246
.565609
.225618
.856388
.767181
.952219
.720923
.707843
.720923
.707843
.985635
.963548
.961357
.250198
.299861
.138594
.250198
.299861
.138594
.985635
.961357
.963548
.767181
.952219
.602447
.602447
.602447
.602447
.539310
.539310
.134767
.539310
.134767
.539310
.134767
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3.

3.
-3.
-3.

3.
.565538
.565538
.565538
.565538
.078296
.078296
.07829¢6
.07829¢6
.675290
.675290
.675290
.675290
.000000
.000000
.000000
.580937
.580937
.000000
.000000

-1
-1

134767
645525
645525
645525
645525

53F6@CC3 C3 cc3-rsfobxx

Standard orientation:

Atomic

(Angstroms)
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.565538 -1.539310
.675290 2.078296
.675290 -2.07829¢6
.675290 2.078296
.675290 -2.078296
.539310 -3.134767
.539310 3.134767
.539310 -3.134767
.539310 3.134767
.645525 -3.675290
.645525 3.675290
.645525 -3.675290
.645525 3.675290
.078296 -3.645525
.078296 3.645525
.078296 3.645525
.078296 -3.645525
.000000 0.000000
.000000 1.580937
.000000 -1.580937
.000000 -0.000000
.000000 0.000000
.580937 -0.000000
.580937 0.000000
Coordinates
X Y
.000000 0.000000
.266202 0.249335
.845023 -0.976547
417171 -1.221231
.268226 -0.243538
.849032 0.971896
.423203 1.220085
.222833 1.852044
.814558 2.259055
.215333 1.865033
.007499 -3.717077
.351981 -0.333161
.412981 -0.567703
.387465 1.337430
. 714845 2.373554
.968186 2.092339
.563453 3.115283
.620848 4.586320
.796112 0.658330
.479641 -0.203652
.363678 3.040002
.782294 -0.889465
.1614406 -3.696856
.450880 -5.299057
.963142 1.013570
.964516 -1.004270
.698136 -1.805851

.165008
.079099
.746516
.079099
.746516
.079099
.746516
.361519
.999729
.361519
.361519
.329444
.344816
.329444
.344816
.361053
.393154
.096150
.361053
.393154
.999729
.096150
.096150
.999729
.330582
.329444
.344816
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39
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68
69
70
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.484987
.150003
.637319
.559657
.660689
.225389
.259598
.827925
.916188
.790036
.296383
.146522
.659168
.197254
.861897
.396206
.359348
.835463
.434215
.022027
.632831
.150941
.190533
. 765216
.468145
.359865
.176501
.594581
.915952
.099511
.536565
.044460
.943912
.834220
.275177
.875313
.065923
. 624271
.504026
.207572
.999900
.004287
.097865
.123431
.849472
.360114
.119921
.634325
.231648
.594154
.872460
.141863
.083705
.527434
.460921
.712306
.509322
.138951
.089418
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.174451
.432789
.839172
.056825
.042473
.471338
.296887
.750669
.911631
.606061
.370942
.994145
.043736
.083038
.719272
.340890
.327320
.169280
.227895
.073761
.049475
.154033
.304836
.316375
.676428
.301647
.701591
.100557
.660501
.013090
.959435
.598371
.288607
.645878
.073891
.505477
.859454
.841476
.801790
.239358
.474884
.879229
.861683
.418960
.003650
.037013
.065201
.689856
.202318
.237380
.882656
.294424
.935902
.881621
.540223
.222040
.091466
.217972
.943327

.427832
.708524
.803623
.422377
.326901
.427832
.427832
.361053
.393154
.367681
.752961
.761060
.422377
.326901
.367681
.330582
.330582
.752961
.761060
.066516
.789255
.066516
.789255
.168451
.708524
.803623
.759162
.574117
.860112
.422377
.326901
.854311
.170131
.062540
.569683
.135839
.170581
.394300
.854311
.569683
.135839
.251983
.332180
.168451
.759162
.860112
.574117
.265839
.496321
.335202
.494877
.208427
.251983
.332180
.752961
.761060
.170581
.394300
.251983
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.625299
.651933
.493423
.583902
.073752
.681859
.277454
.659248
. 757339
.354964
.025973
.714502
.444162
.067606
.875413
.914595
.657062
.989735
.516497
.540434
.888648
.443398
.514681
.108112
.606338
.522006
.088109
.753125
.207440
.940393
.715766
.052389
.912947
. 744791
.880933
.743063
.937345
.603549
.172969
.823363
.791250
.028127
.248536
.886625
.621932
.439042
. 719730
.574586
.536041
.771191
.129469
.382751
.901781
.321498
.116426
.977580
.495217
.100731
.798709
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1.
1.
.329395
.332247
=7.
.243639
.462476

=7
=7

-3
-3

=7.
=7.
.592899
2.
.035356
.623488
.165466
.969406
.668515
.929581
.066421
.178631
.203420
.102586
.950920
.059449
.461755
.045394
.004248
.063121
.489042
.218531
.487010
.776193
.422001
.956060
.539814
.146445
.234989
.488422
.134691
.080272
.255361
.780940
.493057
.202158
.534032
.359238
.923699
.358371
5.
.758874
.741932

-7

N

|
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-1
-0

-1.
.731008
.280406
.404248
.971761
.032867
.998400
.092015
.010397

980062
113212

893053

150347

170043

697941

131899

944287

3
2

-5.
-5.
-6.

-5

-6.
-5.

0

-0.

QU W RPN WDdOR D WD WD WO D

.332180
.367681
.335202
.208427
.494877
.708524
.803623
841273
817157
795643
.759162
574117
860112
.569683
135839
.265839
.496321
.351170
.338443
.854311
.168451
.170581
.394300
.170131
.062540
.841273
.817157
.795643
.796668
.439283
.672923
.351170
.338443
.545739
.640916
.878215
.351170
.338443
.066516
.789255
.545739
.878215
.640916
.180120
.972611
.314194
.265839
.496321
.545739
.878215
.640916
.180120
.972611
.314194
.670437
.749123
.712686
.335202
.494877



146 1 0 -5.557961
147 6 0 -1.182415
148 1 0 -2.182408
149 1 0 -1.319655
150 6 0 6.961961
151 1 0 6.467877
152 1 0 8.040451
153 6 0 -6.885751
154 1 0 -7.953867
155 1 0 -6.343899
156 6 0 -5.052024
157 1 0 -4.440558
158 6 0 -5.862758
159 1 0 -5.330770
160 1 0 -6.398161
161l 6 0 1.031726
162 1 0 0.973752
163 1 0 1.611908
164 6 0 -6.845534
165 1 0 -7.445457
166 1 0 -7.545235
167 6 0 -6.503874
168 1 0 -6.720151
169 1 0 -7.117544
170 6 0 5.854026
171 1 0 6.341959
172 1 0 5.370147
173 6 0 -5.025024
174 1 0 -4.396111
175 1 0 -4.757984
176 16 0 0.151886
177 9 0 -1.149121
178 9 0 1.451928
179 9 0 1.042883
180 9 0 0.311289
181 9 0 0.000000
182 9 0 -0.733882
183 16 0 -3.713805
184 9 0 -2.360920
185 9 0 -3.05274¢6
186 9 0 -4.158602
187 9 0 -3.279232
188 9 0 -4.385382
189 9 0 -5.087886
190 16 0 0.000000
191 9 0 1.101249
192 9 0 -0.032681
193 9 0 1.133868
194 9 0 0.035369
195 9 0 -1.136618
196 9 0 -1.101187
197 16 0 3.561919
198 9 0 2.009863
199 9 0 3.635958
200 9 0 3.279232
201 9 0 3.510041
202 9 0 3.847313
203 9 0 5.1192¢64

.037823
.485066
.754061
.838095
.885052
.863043
.070330
.784156
.730896
.538260
.826851
.600483
.146099
.106922
.103857
.355314
. 763108
.253699
.086709
.169824
.928070
.196976
.921168
.480550
.571158
.522803
.224848
.266535
.061902
.267052
.200641
.389601
.036714
.922898
. 622217
.786531
.487510
.968783
.689968
.558286
.041525
.893266
.379315
.260951
.000000
.676647
.290409
.616902
.292034
.615386
.673507
.231858
.364613
775763
.893266
.699632
.580692
.108194

.208427
.796668
.439283
. 672923
.670437
.749123
.712686
. 625425
.861074
.548902
.170131
.062540
.841273
.817157
.795643
.625425
.548902
.861074
.670437
.749123
.712686
.180120
.972611
.314194
.625425
.861074
.548902
.796668
.672923
.439283
.510442
.880028
.154180
.767241
.030107
.004540
.245086
.510442
.880028
.767241
.030107
.004540
.245086
.154180
.339274
.434888
.260731
.260731
.434888
.434888
.260731
.510442
.767241
.154180
.004540
.880028
.030107
.245086



(SF6)4 T cc3-sfobby

Standard orientation:

Center
Number

Atomic
Number
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e el e
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OO OO ODODODODOOOOOoooo

Coordinates (Angstroms)
X Y Z
-2.006679 2.006679 2.006679
2.006679 -2.006679 2.006679
2.006679 2.006679 -2.006679
-2.006679 -2.006679 -2.006679
-2.532868 -0.946249 -0.960216
2.532868 0.946249 -0.960216
0.960216 2.532868 -0.946249
-2.532868 0.946249 0.960216
-0.960216 2.532868 0.946249
2.532868 -0.946249 0.960216
0.960216 -2.532868 0.946249
-0.960216 -2.532868 -0.946249
3.066762 -3.052714 1.480149
3.066762 3.052714 -1.480149
-3.066762 3.052714 1.480149
-3.066762 -3.052714 -1.480149
0.946249 0.960216 -2.532868
-0.946249 0.960216 2.532868
-0.946249 -0.960216 -2.532868
0.946249 -0.960216 2.532868
-3.052714 -1.480149 -3.066762
-3.052714 1.480149 3.066762
3.052714 1.480149 -3.066762
3.052714 -1.480149 3.066762
1.480149 3.066762 -3.052714
-1.480149 3.066762 3.052714
1.480149 -3.066762 3.052714
-1.480149 -3.066762 -3.052714
orientation:
Coordinates (Angstroms)
X Y Z
3.622621 2.201560 1.884006
-3.622621 2.201560 -1.884006
-3.622621 -2.201560 1.884006
3.622621 -2.201560 -1.884006
3.841163 -1.198712 -0.682854
-3.841163 -1.198712 0.682854
-3.815447 -1.015033 2.908621
3.841163 1.198712 0.682854
3.815447 1.015033 2.908621
-3.841163 1.198712 -0.682854
-3.815447 1.015033 -2.908621
3.815447 -1.015033 -2.908621
-5.175119 2.490417 -1.924191
-5.175119 -2.490417 1.924191
5.175119 2.490417 1.924191
5.175119 -2.490417 -1.924191

85
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.845203
.845203
.845203
.845203
.858407
.858407
.858407
.858407

3.

3.
-3.
-3.
.000000
.000000
.000000
.580444
.580444
.000000
.000000

085192
085192
085192
085192

Center
Number

Atomic
Number

(Angstroms)
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.067673 -1.914258
.067673 1.914258
.067673 -1.914258
.067673 1.914258
.426918 -3.386920
.426918 3.386920
.426918 -3.386920
.426918 3.386920
.405351 -3.204176
.405351 3.204176
.405351 3.204176
.405351 -3.204176
.000000 0.000000
.000000 1.580680
.000000 -1.580680
.000000 0.000000
.000000 0.000000
.579294 -0.000000
.579294 0.000000
Coordinates
X Y
.625957 2.076767
.625957 -2.076767
.530356 1.962939
.530356 -1.962939
.8150098 -0.759060
.815098 0.759060
.767822 2.983431
.871791 1.116009
.737502 3.328701
.871791 -1.116009
.737502 -3.328701
.767822 -2.983431
.182457 -2.137109
.065567 2.027261
.182457 2.137109
.06550607 -2.027261
.992748 1.900537
.067247 2.017954
.992748 -1.900537
.067247 -2.017954
.2903067 -0.941381
.511652 0.824107
.290367 0.941381
.511652 -0.824107
.245967 3.166568
.380997 3.037904
.380997 -3.037904
.245967 -3.166568
.000000 -0.000000
.000000 -0.000000
.000000 0.000000
.000000 1.580326

.099756
.099756
.149457
.149457
.166413
.166413
.967333
.869601
.142648
.869601
.142648
.967333
.362786
.515357
.362786
.515357
.784697
.838296
.784697
.838296
.330140
.055192
.330140
.055192
.132280
.329309
.329309
.132280
.099637
.679985
.480856
.098673
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098673
099940
099940

CO2@CC3-a C3 cc3-rco2

Standard orientation:

Center
Number

Atomic
Number

(Angstroms)

O J o Ul WN
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-0.000000 -1.580326
-1.580030 -0.000454
1.580030 0.000454
Coordinates
X Y
0.334986 4.781575
2.399993 3.982185
5.019563 1.644147
3.602421 0.886645
1.947582 3.667684
1.304508 4.507517
1.844286 3.104198
0.919294 3.671109
0.792503 3.084997
0.530018 5.274408
0.532714 4.597690
1.970321 5.332384
1.960349 5.966499
2.908407 5.945828
3.921916 5.985979
2.943674 5.272219
2.434573 7.334167
3.111067 7.741175
2.473451 8.016994
1.001331 7.277796
0.654201 8.278864
0.979902 6.669668
0.060368 6.666689
0.016153 7.305215
0.960966 6.591758
2.681054 3.698976
2.621183 4.445905
3.142241 2.353972
3.101230 1.290176
2.688148 1.468698
3.610458 0.045100
4.150098 -0.147186
4.,555878 -1.124022
4.186766 0.898149
3.674320 2.151534
3.724975 2.962078
4.816888 0.691615
5.127173 -0.340905
5.697293 1.338505
5.912369 0.258229
4.785737 1.722725
4.530248 2.791734
5.512196 1.514363
4.843621 1.808317
5.707925 0.440765
6.824158 2.297644
6.608901 3.373964
7.330216 2.115297

87
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-0
-1
-1
-3

-4

.035431
.251635
.109453
.497716
.935751
.685642
.215440
.217269
.140625
.088121
.961493
.551377
.646392
.595486
.181860
.461481
.027316
.786175
.167609
.559549
.836207
.474178
.520637
.628811
.909297
.048492
.241777
.651771
.564809
.554489
.215440
.935751
.685642
.021539
.384633
.337792
.297822
.521615
.354321
-3.
.530530
-4.
.863739
.680178
.982953
.917781
.872454
.871654

443111

415228



49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
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.731239
.022177
.655374
.011535
.781209
.643923
.476640
.383871
.648670
.973472
.248677
.308458
.667940
.616004
.609719
.543934
.160858
.603140
.147314
.832780
.248074
.803706
.228147
.334578
.803421
.496807
.266053
.568861
.259587
.179646
.603442
.037713
.144968
.719627
.275434
.766171
.202516
.251371
.315564
.026123
.702747
.467479
.433290
.072144
.862880
.539675
.632819
.186965
.302762
.715360
.743338
.189113
.318425
.802091
.286151
.842606
.134288
.706195
.148520

88
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.916921
.862034
.504056
.124760
.188500
.820133
.458644
.553411
.087362
.680894
.069547
.100681
.040657
.593655
.544274
.472373
.047058
.959843
.285537
.178195
.837501
.281065
.128100
.638618
.771720
.572877
.486214
.558681
.176324
.866426
.454159
.086813
.403490
.631687
.228826
.149298
.520497
.38349¢6
.074920
.257821
.706962
.898246
.330832
.062353
.171349
.492963
.372540
.680961
.096213
.760189
.385624
.463658
.666597
.506076
.183454
.705987
.775486
.150569
.564850
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.746381
.843412
.768253
.413435
.270195
.572431
.385533
.311487
.251635
.035431
.251635
.035431
.564809
.554489
.651771
.048492
.241777
.551377
.646392
.088121
.961493
.520637
.909297
.628811
.559549
.836207
.474178
.027316
.786175
.167609
.595486
.461481
.181860
.217269
.140625
.215440
.935751
.685642
.021539
.384633
.337792
.651771
.564809
.554489
.048492
.241777
.551377
.646392
.088121
.961493
.520637
.909297
.628811
.559549
.474178
.836207
.027316
.167609
.786175



108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
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.695034
.094038
.223052
.638921
.067937
.933655
.569068
.033353
.085908
.700443
.427722
.871203
.007400
.268354
.007826
.179817
.884792
.682836
.067575
.987859
.235676
.401897
.497009
.226419
.525722
.496263
.757632
.345863
.151926
.398242
.501543
.403254
.214963
.000000
.026792
.207477
.205660
.160094
.007486
.205660
.133302
.024902
.019383
.900945
.152588
.689468
. 732552
.665671
.245680
.629283
.205517
.264545
.159111
422261
.382542
.833207
.444621
.472248
.855762
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.491668
.185406
.389468
.039423
.856170
.524996
.676466
.563111
.169143
.106288
.744884
176772
.825740
.610715
.264748
.991147
.283207
.527443
.016520
.290541
.722825
.761072
.290504
.036546
.736989
.243746
.516392
.009787
.278449
.709765
.415512
.787787
.692815
.392177
.478794
.705781
.696088
.216194
.398596
.696088
.262599
.874155
.341198
.005932
.319176
.603253
.249376
.134547
.529897
.466949
.653910
.378426
.747802
.058716
.410510
.405801
.530883
.163591
.098857

.595486
.461481
.181860
.217269
.140625
.109453
.497716
.497716
.109453
.384633
.337792
.021539
.297822
.521615
.354321
.443111
.530530
.415228
.863739
.680178
.982953
.917781
.871654
.872454
.746381
.768253
.843412
.413435
.270195
.572431
.385533
.311487
.362847
.361234
.364807
.362847
.361234
.364807
.362847
.361234
.364807
.385533
.311487
.530530
.415228
.354321
.443111
.413435
.572431
.270195
.746381
.843412
.768253
.917781
.872454
.871654
.863739
.982953
.680178



.297822
.521615
.033575
.200064
.873073

Number

(Angstroms)
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.809488 -4.517355
.858819 -4.269810
.000000 0.000000
.000000 0.000000
.000000 0.000000
Coordinates
X Y
.752002 4.168857
.979727 2.794518
.453011 -3.618612
.627891 -4.998660
.6694067 3.022941
.698392 2.760739
.422173 3.836685
.538111 4.355410
.249200 4.938712
.770494 4.776744
.328031 5.275175
.719001 3.684092
.118970 3.148765
.877763 4.305634
.541789 3.504437
.463944 4.782107
.640836 5.333287
.449357 5.772794
.111475 4.830904
.696814 6.421911
.239036 7.138059
.297130 6.985108
.540877 5.807573
.922290 5.305060
.841666 6.579228
.935730 1.564498
.430351 1.166366
.231323 0.573548
.500944 0.981498
.452202 2.042335
.848380 0.045719
.922014 -1.314659
.396303 -2.031334
.645377 -1.729877
.299514 -0.777493
.861322 -1.120717
.728959 -3.169393
.131252 -3.832737
.488560 -5.055066
.808379 -5.575520
.019574 -5.379970
.667585 -4.818075
.153220 -6.881060
.825295 -7.077605
.461791 -7.416747
.583599 -7.371832

.178335
.046500
.800741
.966210
.794177
.026757
.679375
.862934
.025159
.344201
.537192
.173325
.706882
.961161
.3035089
.859434
.125162
.718765
.730957
.387912
.014317
.466400
.177575
.076017
.517729
. 743494
.156152
.581304
.705757
.937156
.499068
167177
.792779
.055571
.261872
.396843
.73%9416
.383507
.605215
.303467
.821122
.518020
.102821
.129388
.439420
.878497



47
48
49
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53
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57
58
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60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
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86
87
88
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94
95
96
97
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101
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.254467
.643991
.049919
.436721
.086206
.921786
.587035
.221816
.337307
.107521
2.
.453011
.415807
.415807
.115797
.102593
.950030
.337307
.107521
.019574
.667585
.488560
.808379
.921786
.221816
.587035
.049919
.086206
.436721
.583599
.643991
.254467
.153220
.461791
.825295
.728959
.131252
. 645377
.299514
.861322
.231323
.500944
.452202
.848380
.922014
.396303
.070534
.089156
. 728918
.718664
.728918
. 718664
.449058
.480897
.500252
.727471
.751106
.251396
.727471

627891
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.883625
.448676
.048797
.610686
.370556
.551958
.983613
.318621
.170686
.733513
.998660
.618612
.308395
.308395
.194133
.829649
.754310
.170686
. 733513
.379970
.818075
.055066
.575520
.551958
.318621
.983613
.048797
.370556
.610686
.371832
.448676
.883625
.881060
.416747
.077605
.169393
.832737
.729877
777493
.120717
.573548
.981498
.042335
.045719
.314659
.031334
.496945
.580151
.238508
.342997
.238508
.342997
.233076
.134317
.329552
.236001
.333192
.131764
.236001

-1
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.598506
.068277
.541877
.259565
.689737
.826176
.163132
.853568
.881215
.535849
.966210
.800741
.400632
.400632
.368387
.513998
.166430
.881215
.535849
.821122
.518020
.605215
.303467
.826176
.853568
.163132
.541877
.689737
.259565
.878497
.068277
.598506
.102821
.439420
.129388
.739416
.383507
.055571
.261872
.396843
.581304
. 705757
.937156
.499068
167177
.792779
.671244
.867103
.556301
.532843
.556301
.532843
.825758
.802099
.804622
.089420
.136882
.977917
.089420



106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164

oo FRPROOR PO OO OO OO OO OO RO, RO RFRFORRPRPOOROOR OO ORI, R o

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.751106
.251396
.449058
.500252
.480897
.070534
.089156
.000000
.000000
.752002
.979727
.692996
.500279
.620671
.902917
.953613
.390985
.466604
.390985
.466604
.086968
.667602
.972702
.388626
.144694
.464709
.388626
.144694
.464709
.086968
.972702
.667602
.902917
.953613
.620671
.692996
.500279
.950030
.115797
.102593
.422173
.669467
.698392
.538111
.249200
.770494
.328031
.719061
.118970
.877763
.541789
.463944
.640836
.111475
.449357
.696814
.297130
.239036
.540877
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.333192
.131764
.233076
.329552
.134317
.496945
.580151
.439178
.439178
.168857
.794518
.949209
.602357
.580497
.760550
.460346
.661683
.409512
.661683
.409512
.465840
.394477
.751814
.658741
.249654
.442701
.658741
.249654
.442701
.465840
.751814
.394477
.760550
.460346
.580497
.949209
.602357
.754310
.194133
.829649
.836685
.022941
.760739
.355410
.938712
.776744
.275175
.684092
.148765
.305634
.504437
.782107
.333287
.830904
.772794
.421911
.985108
.138059
.807573

.136882
.977917
.825758
.804622
.802099
.671244
.867103
.615059
.615059
.178335
.046500
.269014
.908918
.590325
.785102
.921261
174277
.748931
L7174277
.748931
.042998
.020355
.021556
.306030
.195165
.352987
.306030
.195165
.352987
.042998
.021556
.020355
.785102
.921261
.590325
.269014
.908918
.166430
.368387
.513998
.679375
.794177
.026757
.862934
.025159
.344201
.537192
.173325
.706882
.961161
.303509
.859434
.125162
. 730957
.718765
.387912
.466400
.014317
.177575



.076017
.517729
.743494
.156152
.419432
.416518
.416518

4C02@CC3-a C2 cc3-rjj

Standard orientation:

Number

(Angstroms)

O J o U W

BB B D WWWWwWWwwwwwwhhhNdDNDNDNDNdDNdDNNNRFRE R RERERERRRRRERE
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oNeoloholololololNoNoNoloBolololNoNoNoloBolololeololNoNoNoloBololololoNoNoNololololelNelNolNolNol
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.922290 -5.305060
.841666 -6.579228
.935730 -1.564498
.430351 -1.166366
.000000 0.000000
.103721 -1.158734
.103721 1.158734
Coordinates
X Y
.376803 -0.436846
.376803 0.436846
.320250 4.800984
.6697604 5.482548
.060848 -0.173106
.877878 0.702985
.387063 -1.360767
.476223 -1.410772
.910533 -2.346120
.507476 -0.576693
.063094 -1.522412
.507476 0.576693
.063094 1.522412
.364025 0.541954
.063770 1.384478
.968080 -0.374496
.502814 0.576209
.140655 0.531023
.040716 1.529724
.502814 -0.576209
.140655 -0.531023
.040716 -1.529724
.364025 -0.541954
.968080 0.374496
.063770 -1.384478
.476223 1.410772
.910533 2.346120
.387063 1.360767
.060848 0.173106
.877878 -0.702985
.945040 0.118966
.165034 1.267446
.860541 1.208642
.502689 2.452847
.607182 2.495074
.095785 3.429232
.759381 3.657453
.369349 3.502437
.631848 5.916914
.240165 5.598425
.315916 6.491122
.690602 6.770736
.588399 7.733925
.634485 8.127085

-0

1

.400067
.400067
.094026
.142275
.120169
.737604
.432191
.594175
727323
.550395
.517345
.550395
.517345
.821749
.798422
.801882
.084346
.973337
.130558
.084346
.973337
.130558
.821749
.801882
.798422
.594175
.727323
.432191
.120169
.737604
.051609
.279382
.445702
.581516
.660314
.874606
.768296
.135998
.224384
.641673
.325637
.541183
1.

179302

.547380



45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.167340
.353895
.731789
.553669
.660296
.321854
.187403
.392932
.793885
.328644
.512234
.002512
.320250
.669764
.392932
.515698
.607182
.095785
.502689
.759381
.369349
.631848
.240165
.315916
.690602
.588399
.634485
.167340
.353895
.553669
.731789
.660296
.187403
.321854
.392932
.793885
.328644
.512234
.002512
.248684
.343618
.380673
.398623
.736011
.300086
.331547
.582103
.071746
.759464
.249527
.818748
.149808
.144059
.759396
.658158
.857036
.007512
.395721
.091060

94
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.425525
.797255
.151625
.664752
.226896
.960655
.981341
.984856
.250950
.552270
.097493
.497936
.800984
.482548
.329132
.254795
.495074
.429232
.452847
.657453
.502437
.916914
.598425
.491122
.770736
.733925
.127085
.425525
.797255
.664752
.151625
.226896
.981341
.960655
.984856
.250950
.552270
.097493
.497936
.102785
.438130
.659817
.549738
.294193
.592001
.942915
.858749
.384974
.699566
.958809
.078542
.312951
.549734
.287758
.396782
.032621
.619309
.708585
.458595

=

.059543
.390965
.442219
.028765
.164816
.670835
.758245
.015954
.896480
.386339
.797169
.091987
.094026
.142275
.839797
.848452
.660314
.874606
.581516
.768296
.135998
.224384
. 641673
.325637
.541183
.179302
.547380
.059543
.390965
.028765
.442219
.164816
.758245
.670835
.015954
.896480
.386339
.797169
.091987
.580172
.664864
.905517
.432995
.097574
.705427
.024846
.272645
.455323
739772
.388860
.730717
.455030
.673932
.401252
.855365
.869142
.163582
.586564
.329250



104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162

FoOoRFPPRPORRPOFOFODFRORPR OO OO OO OO RO RO RPOR PR OO ORI YRR RFROR RO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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.474452
.075406
.462040
577725
.566339
.180779
.326754
.636766
.348055
.515698
.392932
.521308
.521308
.165034
.860541
.945040
.636766
.348055
.144059
.759396
.818748
.149808
.566339
.326754
.180779
.075406
577725
.462040
.395721
.474452
.091060
.658158
.007512
.857036
.759464
.249527
.331547
.582103
.071746
.248684
.343618
.380673
.398623
.736011
.300086
.195784
.285100
126111
.220093
.126111
.220093
.449730
.244001
.540970
.123581
.204791
.317990
.123581
.204791

95

.563100
.230138
.522163
.186482
.390070
.150831
.730745
.149037
.003401
.254795
.329132
.326511
.326511
.267446
.208642
.118966
.149037
.003401
.549734
.287758
.078542
.312951
.390070
.730745
.150831
.230138
.186482
.522163
.708585
.563100
.458595
.396782
.619309
.032621
.699566
.958809
.942915
.858749
.384974
.102785
.438130
.659817
.549738
.294193
.592001
.925088
.034441
.758472
.911855
.758472
.911855
.399652
.475334
.282870
.754951
.943440
.216749
. 754951
.943440

=
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.706734
.815010
.560713
.994880
.999532
.308305
.012704
.754577
.387468
.848452
.839797
.489422
.489422
.279382
.445702
.051609
.754577
.387468
.673932
.401252
.730717
.455030
.999532
.012704
.308305
.815010
.994880
.560713
.586564
.706734
.329250
.855365
.163582
.869142
.739772
.388860
.02484¢6
.272645
.455323
.580172
.664864
.905517
.432995
.097574
.705427
.632514
.750884
.653211
.626636
.653211
.626636
.919679
.897947
.897343
.182293
.229606
.071614
.182293
.229606
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.071614
.919679
.897343
.897947
.632514
.750884
.239730
.757786
.757786
.239730
.800901
.149747
.149747
.800901
.698487
.388355
.388355
.698487

Center
Number

(Angstroms)

O J o Ul WN
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oNeoloBolololoNoNoNoNolBoBolololoNoNoloBolololeololNoNolNololololNelNolNo)
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.317990 1.216749
.449730 1.399652
.540970 1.282870
.244001 2.475334
.195784 -1.925088
.285100 -2.034441
.026366 2.340022
.859931 0.733215
.859931 -0.733215
.026366 -2.340022
.731502 1.526686
.975880 1.181441
.975880 -1.181441
.731502 -1.526686
.347865 3.166108
.739319 0.306999
.739319 -0.306999
.347865 -3.166108
Coordinates
X Y
.217207 2.939697
.511941 1.786838
.849988 -4.221817
.368771 -5.684831
.453041 2.002307
.166938 1.465110
.117594 3.062497
.519152 3.461536
.912138 4.253284
.567311 3.429848
.836046 4.190159
.551641 2.259670
.243320 1.472238
.980377 2.710623
.653034 1.852158
.286340 3.446975
.075935 3.320923
.102239 3.648972
.837950 2.554871
.099831 4.489122
.146268 4.905144
.392599 5.293323
.672364 4.042828
.342550 3.289934
.971731 4.881935
.202029 0.574695
.951355 -0.112347
.187903 -0.011881
.412177 0.792827
.562182 1.859831
449279 0.230484
.250356 -1.149125
.279906 -1.5699406

.574225
.244424
.040272
.762159
.133935
.847080
.414485
.653693
.997526
.767997
.012600
.613956
.325291
.939806
.837066
.185284
.338149
.533910
.088713
.485480
.497420
.796761
.169129
.896824
.240253
.039579
.862588
.684116
.557582
.701124
.712470
.865045
.866733



34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.033535
.997836
.833645
.900646
.880993
.799968
. 733563
.547632
.585863
.529527
.634218
.434133
.796890
.844062
.763394
.042946
.041249
.950943
.068195
.145185
.940080
.554645
. 726206
.374233
.538321
.716759
.761373
.654564
.236774
.999623
.834740
.883127
.297771
.253851
.681723
.702572
.579998
.107019
.526255
.844904
.503506
.899648
.457446
.613158
.445964
.564365
.598751
.016690
.393288
.518036
.150049
.189601
.182931
.943298
.651247
.474901
.383519
.127678
.948590

97
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1.
.379029
.026408
.415291
.763389
.640155
.822230
.252739
.021236
.772892
.180148
.978466
.427728
.277358
.509100
.819852
.049830
.266434
.303900
.062313
.857483
.054242
.922708
.113758
.566790
.837555
.625858
.757454
.579592
.413218
.160494
.834318
.804717
.258689
.898556
.400311
.723908
.783092
.183187
.118861
.677533
.675730
.027778
.027798
.553747
.206013
.709668
.105166
.229043
.891396
.927182
.002127
.261834
. 771054
.463941
.504253
.378624
.616018
.318507

1
2
3
3

955973
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.244606
.522548
.380210
.063281
.981116
.740626
.347238
.386311
.466132
.191016
.673308
.116874
.740654
.827846
.571023
.094694
.020495
.513460
.290263
.358371
.799790
.501143
.580642
.628146
.211624
.699949
.064485
.492982
.917710
.288905
.326537
.251608
.252080
.341672
.653749
.552477
.583061
.569431
.714913
.016205
.689499
.960742
617777
.199522
.686725
.312014
.451135
.304752
.639901
.556186
.293366
.463552
.106927
.061131
.509897
.971475
.350683
.744354
. 625771



93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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.743549
.857300
.000467
.980147
.068556
.059431
.455610
.196514
.462544
.801599
.866931
. 786610
.735063
. 735229
.967157
.349945
.313100
.577451
.710766
.860775
.534871
.551198
.503582
.861787
.553707
.586268
.780094
.352589
.682659
.009793
.186667
.600463
.391761
.213259
.637897
.404826
.271721
.676163
.110444
.685194
.454473
.909067
.074381
.854591
.618818
.762362
.680762
.795052
.598690
.395177
.692708
.987314
.269637
.174059
.073651
.986460
.469776
.729423
.714187
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.031775
.032255
.421796
.364986
.550935
.597546
.218428
.331333
.160849
.101790
.148886
.829618
.979920
.953798
.641337
.309951
.357706
.187432
.089884
.158763
.097071
.649687
.459611
.357395
.356572
.054952
.646615
.510996
.038341
.001705
.458552
.089696
.620484
.215562
.968052
.706468
.683338
.504502
.264483
.595513
.191011
.036410
.470801
.029692
.292903
.712269
.315286
.327083
.884447
.848246
.464037
.499872
.958342
.955690
.358477
.920907
.002444
.528079
.596835
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.809860
.256609
.232234
.553827
.138174
.784417
.700924
.901894
.995538
.900027
.574435
.293590
.989635
.381746
.830980
.432294
.106642
.199359
.885267
.669864
.483371
.564515
.814713
.701090
.000006
.842496
.930947
.682093
.417042
.302675
.880963
.396675
.785077
.239289
.565777
.796754
.205719
.806797
.633224
.106739
.772892
.746965
.270424
.682148
.910319
.315123
.856397
.382808
.857039
.924212
.976518
.393619
.069352
.872288
.021903
.373698
.319499
.941471
.243775



G 0w owoyoyoohoowoO OO HFOYR,FFOHFFEFEFOOFEFEFORRFRFODREOR
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.747509
.844168
.307333
.335350
.730864
.860800
.569775
.104616
. 642255
.967684
.498121
.104869
.481188
.926053
.053900
.197188
.830602
.239525
.838409
.465551
.740846
.430201
.382950
.123154
.089196
.431344
.623325
.294027
.411327

6C02@CC3-a T cc3-rjjj

Number

Standard orientation:

(Angstroms)
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I I R e e el el e
NH OWOW-Jo U WN K O W

PFRorFFrRFRPRORPRPFPFORFORFRORFODOOR O JJJJ

O O OO OO ODODODODODODODODODOOOOoooo

=

[y
OO WVWWOWOWOWTIJI~JOoOooo Ul bW WEHEEFE oLy,

99

.812249 -3.988214
.021233 -2.218858
.895368 -1.808882
.357378 -2.345258
.584235 -1.349096
.461378 -2.700751
.522215 -3.307450
.430377 -2.9005606
.726039 -3.393703
.220868 -4.680752
.369592 -5.128615
.071728 -5.356336
.884878 -4.558875
.755185 -4.184980
.630132 -5.535000
.041869 -0.207223
.025273 0.124713
.017180 2.346616
.453552 -1.132493
.083658 1.718798
.180760 -2.127488
.651123 1.259500
.926534 1.785858
.271459 -0.716798
.866905 -1.451185
.564032 -0.791531
.304945 0.165519
.768893 1.876620
.090015 -0.297159
Coordinates
X Y
.580176 0.927034
.580176 -0.927034
.138603 -5.580176
.138603 -5.580176
.409767 1.516403
.028354 0.648941
.730613 2.309253
.888131 1.976797
.096078 2.688107
.722618 0.720828
.688881 1.397439
.722618 -0.720828
.688881 -1.397439
.998158 -0.998050
.973563 -2.037547
.980033 -0.364416
.261227 -0.719320
.149586 -0.909951
.306491 -1.410071
.261227 0.719320
.149586 0.909951
.306491 1.410071

.138603
.138603
.927034
.927034
.937340
.153180
.825649
.966410
.152457
.264865
.607536
.264865
.607536
.072626
.417921
.969114
.258642
.869982
.594265
.258642
.869982
.594265



23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
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.998158
.980033
.973563
.888131
.096078
.730613
.409767
.028354
.309253
.516403
.648941
.825649
.937340
.153180
.966410
.152457
.264865
.607536
-0.
.607536
.072626
.417921
.969114
.258642
.594265
.869982
.258642
.594265
.869982
.072626
.969114
.417921
.966410
.152457
.138603
.138603
.927034
.927034
.937340
.153180
.825649
.966410
.152457
.264865
.607536
.264865
.607536
.072626
.417921
.969114
.258642
.869982
.594265
.258642
.869982
.594265
.072626
.969114
.417921

264865

100
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.998050
.364416
.037547
.976797
.688107
.309253
.516403
. 648941
.825649
.937340
.153180
.730613
.409767
.028354
.888131
.096078
.722618
.688881
.722618
.688881
.998158
.973563
.980033
.261227
.306491
.149586
.261227
.306491
.149586
.998158
.980033
.973563
.888131
.096078
.580176
.580176
.138603
.138603
.409767
.028354
.730613
.888131
.096078
. 722618
.688881
.722618
.688881
.998158
.973563
.980033
.261227
.149586
.306491
.261227
.149586
.306491
.998158
.980033
.973563

.072626
.969114
.417921
.966410
.152457
.825649
.937340
.153180
.730613
.409767
.028354
.309253
.516403
. 648941
.976797
.688107
.720828
.397439
.720828
.397439
.998050
.037547
.364416
.719320
.410071
.909951
.719320
.410071
.909951
.998050
.364416
.037547
.976797
.688107
.927034
.927034
.580176
.580176
.516403
.648941
.309253
.976797
.688107
.720828
.397439
.720828
.397439
.998050
.037547
.364416
.719320
.909951
.410071
.719320
.909951
.410071
.998050
.364416
.037547
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83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
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.966410
.152457
.825649
.937340
.153180
.730613
.409767
.028354
.309253
.516403
.648941
.976797
.688107
.720828
.397439
.720828
.397439
.998050
.037547
.364416
.719320
.410071
.909951
.719320
.410071
.909951
.998050
.364416
.037547
.976797
.688107
.927034
.927034
.580176
.580176
.516403
.648941
.309253
.976797
.688107
.720828
.397439
.720828
.397439
.998050
.037547
.364416
.719320
.909951
.410071
.719320
.909951
.410071
.998050
.364416
.037547
.976797
.688107
.309253
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.888131
.096078
.730613
.409767
.028354
.309253
.516403
.648941
.825649
.937340
.153180
.966410
.152457
.264865
.607536
.264865
.607536
.072626
.417921
.969114
.258642
.594265
.869982
.258642
.594265
.869982
.072626
.969114
.417921
.966410
.152457
.138603
.138603
.927034
.927034
.937340
.153180
.825649
.966410
.152457
.264865
.607536
.264865
.607536
.072626
.417921
.969114
.258642
.869982
.594265
.258642
.869982
.594265
.072626
.969114
.417921
.966410
.152457
.825649
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.976797
.688107
.309253
.516403
.648941
.825649
.937340
.153180
.730613
.409767
.028354
.888131
.096078
.722618
.688881
.722618
.688881
.998158
.973563
.980033
.261227
.306491
.149586
.261227
.306491
.149586
.998158
.980033
.973563
.888131
.096078
.580176
.580176
.138603
.138603
.409767
.028354
.730613
.888131
.096078
.722618
.688881
.722618
.688881
.998158
.973563
.980033
.261227
.149586
.306491
.261227
.14958¢6
.306491
.998158
.980033
.973563
.888131
.096078
.730613
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.409767
.028354
.309253
.516403
.648941
.825649
.937340
.153180
.966410
.152457
.264865
.607536
.264865
.607536
.072626
.417921
.969114
.258642
.594265
.869982
.258642
.594265
.869982
.072626
.969114
.417921
.966410
.152457
.883686
.883686
.777210
.865306
.891143
.000000
.891143
.000000
.865306
.883686
.777210
.883686
.000000
.000000
.865306
.865306
.777210
.777210

6C0O2Q@QCC3-b C3 cc3-rtt

Standard orientation:

Number

(Angstroms)

102

.516403 -2.937340
.648941 -3.153180
.825649 -3.730613
.937340 -3.409767
.153180 -4.028354
.730613 -2.309253
.409767 -1.516403
.028354 -0.648941
.888131 -1.976797
.096078 -2.688107
.722618 -0.720828
.688881 -1.397439
.722618 0.720828
.688881 1.397439
.998158 0.998050
.973563 2.037547
.980033 0.364416
.261227 0.719320
.306491 1.410071
.149586 0.909951
.261227 -0.719320
.306491 -1.410071
.149586 -0.909951
.998158 -0.998050
.980033 -0.364416
.973563 -2.037547
.888131 1.976797
.096078 2.688107
.777210 0.865306
.777210 -0.865306
.865306 2.883686
.883686 -0.777210
.000000 0.000000
.000000 2.891143
.000000 -0.000000
.891143 0.000000
.883686 0.777210
.777210 -0.865306
.865306 2.883686
.777210 0.865306
.000000 -2.891143
.891143 -0.000000
.883686 0.777210
.883686 -0.777210
.865306 -2.883686
.865306 -2.883686
Coordinates
X Y
.606572 0.953823
.298069 3.550327
.129321 3.512497
.723708 1.081048
.452426 -1.616314

.329434
.077522
.329434
.077522
.765879
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11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
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.300371
.233964
.835038
.474300
.274403
.733239
.254315
. 755137
.959445
.207576
.395383
.048408
.544236
.589517
.064394
.823559
.589973
.367287
.902287
.085147
.067032
.713481
.013494
.351522
.402954
.360281
.987816
.752330
.334336
.326444
.616369
761170
.482666
.554111
.147299
.929954
.297114
.406285
.636875
.020370
.729615
.167201
. 792416
.355801
.985132
.554186
.884459
.242098
.619358
.111194
.695883
. 702757
.082533
.256553
.096524
.424403
.022142
.830849
.010490
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.193748
.903722
.396814
.860848
.213457
.633502
.236391
.793850
.534004
.234358
.991400
.278640
.219591
.894161
.260417
.051187
.683662
.963932
.490665
.243364
.553797
.278359
.902578
.316939
.374699
.631492
.538545
.787362
.118582
.798046
.455079
.988858
.310459
.461039
.648380
.066149
.855119
.028003
.026689
.176839
.098755
.893583
.057679
.487736
.731278
.249808
.532266
.366198
.514235
.013204
-0.
.603682
.075943
.707523
.374548
.413799
.876118
.627759
.183131

155261

.755731
.844768
.212498
.445802
.605195
.692388
.124810
.005160
.541833
.922088
.643933
.583676
.844422
.504668
.064899
.825881
.198156
. 652910
.527700
.245776
.385327
.390692
.407722
.112344
.843163
.189762
.563767
.168950
.844768
.765879
.755731
.212498
.445802
.605195
.692388
.124810
.005160
.541833
.922088
.643933
.583676
.504668
.844422
.064899
.198156
.825881
.652910
.527700
.245776
.385327
.390692
.058059
.413407
.413407
.058059
.563767
.168950
.189762
.166823



65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123

FoRFRPocoOROOYYddYdRrOORRPOORRPOORRFRFORPRPORPR OO O ODOR OO OO ORRFRFOR PR RO RO OR O
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.514439
.881173
.234260
.500011
.111728
.790708
.521348
.131341
.253171
.424900
.897719
.635349
.692806
.056454
.349066
.978674
.585988
. 745958
.488236
.333614
.293376
.545392
.032859
.326421
.368322
.300756
.033044
.822930
.631414
.701588
.189798
.288955
.417838
.515274
.057219
.515974
.030082
.501268
.597031
.213563
.101240
.193758
.247386
.256553
.342461
.204120
.751427
.835560
.425639
.477251
.606233
.339086
.062818
.587123
.872985
.044162
.982402
.675639
.541976
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.148584
.300625
.194338
.378923
.462901
.062158
.374704
.935371
.493368
.995074
.603967
.409735
.688044
.340789
.731706
.839704
.398217
.856286
.049109
.422680
.362238
.419821
.943604
.427048
.737587
.366284
.935190
.682233
.806212
.045456
.086585
.158337
.877532
. 764145
.364305
.902741
.463561
.951248
.915438
.006188
.162089
.275583
.561664
.679954
.545532
.102954
.064752
.117885
.631375
.466320
.770866
.631580
.328922
.268368
.829000
.567000
.123098
.302540
.648969
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.350643
.319857
.379152
.485185
.401624
.827232
.636678
.917922
.936865
.895020
.922812
.773600
.833619
.842220
.433580
.318875
.596987
.493675
.578666
.465723
.460925
.459207
.465723
.460925
.459207
.465723
.460925
.459207
.493675
.578666
.485185
.401624
.319857
.379152
.433580
.596987
.318875
. 773600
.842220
.833619
.936865
.922812
.895020
.827232
.917922
.636678
.166823
.350643
.077522
.329434
.058059
.413407
.112344
.843163
.407722
.385327
.390692
.124810
.005160



124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
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.720292
.585940
.482828
.465789
.660190
.708593
.269374
.604841
.681206
.248180
.577684
.446840
.624988
.429299
.073868
.991634
.899628
.125982
.684002
.886479
.414340
.990077
.191131
.436588
.269812
.761918
.349999
.299011
. 749533
.310213
.822773
.047261
.317228
.473802
.151931
.703961
.672286
.136617
.653486
.906368
.406285
.948593
.101962
.114544
.786648
.923229
.305301
.382072
.013846
.997624
.983779
.561250
.005772
.555478
.463477
.067961
.531438
.151043
.905053

105

.674495
.281882
.496198
.757599
.856864
.748153
.300995
.414941
.377395
.277270
.787744
.562007
.168238
.261047
.385672
.171306
.214860
.181732
.261331
.073578
.988017
.106331
.003734
.124746
.911243
.881621
.969301
.576908
.569807
.707663
.695436
.617796
.728250
.610161
.668721
.671616
.566590
.541513
.574649
.318143
.632600
.623858
.504524
.949926
.996347
.128906
.264913
.863993
.298664
.137341
.161323
.472074
.954144
.482071
.923413
.729115
.805702
.380510
.538628
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.605195
.692388
.652910
.245776
.527700
.064899
.825881
.198156
.583676
.844422
.504668
.541833
.643933
.922088
.212498
.445802
.844768
.765879
.755731
.407722
.112344
.843163
.189762
.563767
.168950
.166823
.350643
.319857
.379152
.485185
.401624
.827232
.636678
.917922
.936865
.922812
.895020
. 773600
.842220
.833619
.433580
.318875
.596987
.493675
.578666
.463327
.463327
.463327
.590910
.590910
.590910
.627572
.627572
. 627572
.000043
.000043
.000043
.93149¢6
.93149¢6



.931496
.552885
.552885
.552885

Center
Number

(Angstroms)
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106

.245990 -2.919138
.448554 0.790079
.040048 -1.649524
.408506 0.859445
Coordinates
X Y
.445492 4.291524
.281793 5.568723
.175797 2.176332
.351990 -0.637468
.723998 1.478472
.091138 2.000459
.372152 2.132094
.189688 3.580718
.743982 4.004566
.399026 5.717919
.867054 5.962537
.939218 6.185124
.456688 5.893889
.867970 7.709308
.184934 8.011342
.296868 7.973109
.621694 8.429792
.570122 9.513090
.135588 8.219198
.076895 7.963318
.605495 8.453871
.588349 8.257326
.152152 6.445015
.712137 6.144675
.192262 6.100888
.838375 5.009642
.2891406 4.946108
.615058 4.389367
.161635 4.454398
.222377 4.962418
.894672 3.868271
.092368 3.200070
.643148 2.730194
.547834 3.128540
.800081 3.724452
.160680 3.639678
.796592 2.398387
.362588 2.036891
.436781 1.479729
.770934 1.000009
.263626 0.377321
.874138 0.854643
.610240 -0.289688
.454801 -1.058860
.951817 -0.806123
.656758 0.729292
.338916 1.184650

.849502
.388708
.250301
.990996
.388480
.053065
.331042
.107669
.255984
.584334
.614026
.526191
.476223
.367105
.344073
.391429
.485100
.333282
.447374
.544208
.368326
.617588
.705908
.665856
.710952
.591190
.593056
.497705
.828522
.032189
.852520
.553021
.364130
.242548
.785042
.807145
.060099
.812038
.433728
.496693
.487734
.404899
.795408
.559797
.888836
.246211
.193990



48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106

FoOoRFPPRPORRPOFOFODFRORPR OO OO OO OO RO RO RPOR PR OO ORI YRR RFROR RO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

O 9 JJ 0 0 00

NEFENORFRPR WNDNNORFEDNDRE -

.609920
.830839
.236769
.554875
.492306
.112892
.603354
.362292
.158594
.823717
.883744
.217670
.963736
.199959
.727460
.350663
.188857
.228492
.657349
.543803
.233010
.290729
.172563
.854329
.051734
.631343
.278298
.753841
.052434
.086707
.018885
.121015
.201485
.395703
.056665
.324438
.668907
.238899
.941618
.946803
.066986
.934969
.467653
.780239
.082717
.499510
.487024
.226251
.202989
.415206
.427820
.385956
.486878
.375243
.920821
.967456
.643041
.732278
.704462

107
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.225971
.826016
.383506
.574273
.496822
.009430
.258083
.949784
.443686
.213972
.411433
.387954
.332134
.407979
.896821
.023614
.759540
.843604
.058467
.125291
.901766
.171530
.693785
.548207
.761831
.277968
.873611
.228783
.433312
.101767
.496432
.641440
.432060
776921
.693897
.297632
.134521
.403287
.040984
.832945
.981350
.337934
.702980
.283278
.715254
.190000
.250733
.150202
.6344009
.516468
.010340
.384644
.355906
.909171
.553218
.098607
.159649
.191354
.684609

O OO J~JOUoUUuoo U BDD_DDWNWWWWORORRERWWWWSWNDNO

.439444
.194733
.274949
.534009
.887579
.781337
.107411
.721035
.677203
.238728
.699190
.486551
.198159
.480723
.666394
.645001
.714162
.901188
.072076
.807497
.538930
.793123
.457231
.495483
.233225
.266250
.918871
.567578
.804159
.664386
.529631
.886221
.101185
.165541
.339465
.734480
.592239
.177892
.648143
.451121
.135448
.358619
.506367
.239704
.546215
.177340
.384199
.201337
.190104
.529933
.493124
.340987
.844205
.315330
.787422
.803028
.344055
.456791
.525330



107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165

FoOoRFPPRPORRPOOFRFOFRODRORPR OO OO OO PR OR PR RO OFROR ORI JddFRFOOR P o

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

R oOoOMNORFr OO o

P NWWNRFRFORPRRPORPOOWNWDMNOENDWWDNDDN

.364446
. 762879
.234604
.652632
.396146
.490381
.407642
.172711
.949689
.628591
.698881
.804341
.889050
.219354
.565154
.767020
.094404
.913998
.574146
.321591
.266799
.376917
.409569
.955772
.058264
.255937
.055312
.625270
.853194
.544093
.432193
.290279
.415828
.406631
.324535
.171152
.406976
.581110
.434639
.664160
.568255
.855486
.829856
. 747090
.206388
.011265
.932249
.119906
.121169
.192415
.894314
.525511
.712185
.671895
.795655
.630434
.064678
.612178
.831645

108

.313022
.324096
. 782631
.333155
.942532
.549933
.783230
.089853
.326151
.644810
.617610
.688796
.110950
.557096
.080974
.329717
.592585
.539676
.249969
.221009
.087360
.519747
.631968
.097403
.388914
.424126
.725975
.707041
.745000
.428789
.858202
.622744
.381812
.287828
.280376
.717951
.014005
. 763995
.545218
.750760
.002232
.769255
.508904
.300432
.029446
.542756
.008875
.445128
.846865
.821903
.367958
.284018
. 775595
.852620
.306716
.899118
.334983
.473544
.916110

S W W 00 J

P ERPNWWdWWEDdDNDDNDDNDDNDO

.481036
.653693
. 643135
.107696
.241812
.390928
.970366
.898656
.836769
.324434
.691990
.844201
.574241
707791
.321171
.150672
.624921
.746223
.216710
.985528
.664133
.460399
977731
.859021
.516254
.382781
.067704
.925731
.150228
.640103
.430240
.754225
.384683
.846274
.176328
.093601
.346964
.172370
.535160
.828578
.666468
.374903
.428686
.999947
.079940
.658729
.936014
.327058
.206145
.786551
.820946
.877502
.326510
.801879
.025925
.612101
.762114
.757310
.124454



OO CO OO OO O)Y O CO O OO OO OY O)Y Oy O GO O O O H o

ocheololoNeoNoNoNoNolNololololololNolNolNololleNe]

NORFRPRRFENNMNDNOENDND W

.162132
.036964
.476914
.401805
.911324
.610278
.295030
.268613
.013447
.612485
.523559
.741622
.144683
.432918
.342582
.384750
.620868
.537606
.698996
.252974
.481158

(Angstroms)

.346603
.346603
.346603
.346603
.105034
.105034
.105034
.105034
.609008
.609008
.609008
.609008

(CO2)6-a Th cc3-rijjx

Standard orientation:

Center
Number

=

O WO ~J0o Ul WK

Atomic
Number

O O Oy O Oy O) GO O CO O

O O O OO0 Ooo oo
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.531966 -7.454969
.518190 -4.185419
.261679 -4.772966
.682550 1.974971
.343475 -0.603783
.038549 -0.249162
.418571 -2.211430
.270712 1.323407
.680876 0.634486
.907996 -1.575867
.570408 -2.021687
.726981 -1.836513
.229760 0.675525
.326653 1.505519
.469564 -2.558447
.759835 0.266015
.214286 2.155902
.630531 2.051407
.197917 2.288143
.131633 0.715651
.397262 -0.180016
Coordinates
X Y
.154578 1.664139
.664139 -0.154578
.664139 0.154578
.154578 -1.664139
.872382 1.166251
.166251 0.872382
.166251 -0.872382
.872382 -1.166251
.166251 2.165482
.165482 -1.166251
.165482 1.166251
.166251 -2.165482
Coordinates
X Y
.000000 1.162777
.000000 -1.162777
.162777 2.494534
.494534 0.000000
.000000 -0.000000
.000000 2.501470
.000000 -0.000000
.501470 0.000000
.494534 0.000000
.000000 -1.162777

2

-2

-0.
-1.

2

(Angstroms)

.494534
.494534
.000000
162777
.501470
-0.
.501470

000000

000000
162777

.494534



0O 0O 0O O Oy O GO O

O O O OO o oo

PR NNDNDNDO O

.000000
.494534
.000000
.000000
162777
.162777
.000000
.000000

Center
Number

Atomic
Number

(Angstroms)

.733855
.806043
.180221
.349872
.215405
.327663
.525384
.826082
.310069
.704306
.814034
.253585
.154476
.654849
.149943
.187879
.092510
.216569

Center
Number

Atomic
Number

(Angstroms)

O ~J o U WN

e el e e
Lo U WN O W

GO OY 0O 0O OY O O O) GO CO O)Y O 0O O O O O

oNeoloBolololNeolNoNoNolNolololeoleolNeNo
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.162777 2.494534
.000000 1.162777
.000000 -2.501470
.501470 -0.000000
.494534 0.000000
.494534 -0.000000
.162777 -2.494534
.162777 -2.494534
Coordinates
X Y
.768060 -1.220938
.990496 1.138544
.362748 -1.346935
.252292 -2.881467
.229496 -0.930419
.346340 -0.974972
.897928 0.227870
.303927 -1.825225
.358259 -0.766154
.237626 -0.651041
.334374 -0.617277
.828766 -0.673763
.630351 1.179877
.909439 2.319172
.984898 1.264922
.858801 3.377418
.710294 1.889851
.562182 0.489613
Coordinates
X Y
.156290 1.858643
.302820 2.010849
.000000 1.722454
.187777 -0.072055
.491689 0.861227
.892857 -0.988876
.187777 0.072055
.892857 0.988876
.491689 -0.861227
.156290 -1.858643
.000000 -1.722454
.302820 -2.010849
.031487 -1.930698
.590036 -2.999726
.491689 -0.861227
.031487 1.930698
.590036 2.999726

.311233
.389852
.248209
.311233
.248209
.389852
.311233
.389852
.248209
.311233
.248209
.389852
.311233
.389852
.248209
.311233
.389852



-1

-1.

248209

(C2H2)@CC3 C3 cc3-rco2cc

Standard orientation:

Number

(Angstroms)

O J o U WD

Grds BB DD DD BB DWWWWWWWWWWNNNONNNNONNNNNE R R R R R R
CWLWOW-JONUPDdWNROWOWOWJONIDdWNROWWJONUODdWNR OWOW-Jo U S WK P OO

oM EFPOHFORFROFOFOODHFODOHFOOTODFORRFPFORFFPRPORRPORPRPFPORFORFRFORFOOR O JJ I

O O OO OO ODODODOODODODODODODODODODODODODODODODODOODODODODODODODODOODODODODODODOOOOOOLOOO

.491689 0.861227
Coordinates
X Y
.767424 0.681472
.387420 3.191145
.556827 5.302074
.106405 3.709431
.066985 -1.174481
.751664 -0.368739
.483612 -1.182380
.823422 -0.143989
.221738 -0.149047
.054242 1.636638
.391099 1.491586
.799229 3.055142
.418217 3.183241
.198543 4.104668
.019524 5.102305
.533221 3.996141
.655923 3.941683
.907907 4.691474
.3146506 4.124407
.907796 2.530867
.959544 2.406970
.316682 2.380946
.51449¢6 1.479626
.149328 1.572945
.660570 0.466298
.050172 3.456826
.793251 3.586373
.639275 3.643126
.605671 3.369664
.863149 2.980510
.717835 3.608087
.016362 4.109352
.056494 4.299431
.000000 4.371665
.332571 4.133572
.115774 4.356488
.332560 4.933542
.407194 5.031200
.116758 5.878045
.984894 5.866582
.677796 5.040458
.776780 5.014380
.320807 5.680334
.742960 5.069015
.770500 5.649849
.818959 7.123380
.916676 7.133499
.534114 7.561172
.264458 7.958139
.827825 8.025907

111

QOO ONWNREFERENDDWDGOYOO O OO DN WS DSDdWDNOODDNDWW

.009569
.231521
.129721
.486434
.929794
.677597
.204697
.198372
.119947
.061110
.933013
.525618
.619066
.568355
.152831
.434766
.000747
.758123
.140767
.535772
.814592
.449577
.497495
.606783
.887046
.038915
.236548
.647139
.554538
.536113
.204697
.929794
.677597
.019220
.384096
.335956
.304712
.524588
.385187
.471878
.545084
.432012
.891195
.696216
.006489
.977064
.935232
.939565
.821335
.916864



51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

-0
-0
-1
-0
-0
-1
-1

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

R R, RN RO

-0
-0

-0
-1
-1

N

o JdJJoo U uod wWwbhwWwwou oo d wWwwwddwdhdwdhek

.650949
.618143
.706886
.193092
.902532
.993088
.069902
.793540
.457322
.973885
.615379
.149623
.335402
.468613
.209264
.246216
.047659
.109751
.903798
.975854
.926459
.212454
.262103
.895274
.096382
.085637
.608982
.085487
.955475
.194149
.908964
.036409
.739947
765777
.050622
.695169
.785973
.246064
.830717
.974678
.221051
.012772
.518785
.002516
.045445
.465876
.944491
.487301
.538642
.734111
.936875
.645693
.220301
.064269
.741559
.229169
.516889
.154018
. 727370

112

B ND DN JJJ o

PN WD WO DO WwwwN

.981792
.323638
.318044
.897794
.729408
.868838
.529164
.469447
.338019
.787975
.209359
.237764
.241217
.369939
.078239
.683825
.283934
.195421
.548597
.381532
.001372
.977972
.247760
.096652
.660880
.735040
.328160
.396881
.554404
.923955
.898188
.239186
.715583
.425707
.934872
.930692
.185833
.912746
.345930
.401909
.160305
.742746
.913113
.491866
.628683
.100693
.558783
.057010
.901906
.535074
.405027
.716893
.279934
.689682
.793356
.272475
.636686
.449736
.927814

GO O T W BDMDBDNWENWNRPRPODOOODOND WO DO OO WS DDDNWENDRE WNDWWW

.865711
.475890
.335297
. 645443
.372643
.310160
.231521
.009569
.231521
.009569
.554538
.536113
.647139
.038915
.236548
.525618
.619066
.061110
.933013
.497495
.887046
.606783
.535772
.814592
.449577
.000747
.758123
.140767
.568355
.434766
.152831
.198372
.119947
.204697
.929794
.677597
.019220
.38409¢6
.335956
.647139
.554538
.536113
.038915
.236548
.525618
.619066
.061110
.933013
.497495
.887046
.606783
.535772
.449577
.814592
.000747
.140767
.758123
.568355
.434766



110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168

PO RFPOHFHEFOH~RFRFOOCHFHOOCHFORFOFOODHFODODHFOOOHFOOHFHFEFRPORFRRFRFOORFRPRPORRPRPORFFORFRORFPODORFODIJdI I, 0

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

Wb b Oy JdJoOOOoJdJdJovoyd U1 d W O O - -

.928488
.787013
.481791
.313317
.159259
.265664
.870144
.913493
.714943
.785973
.438853
.060744
.032157
.573056
.026267
.454190
.758910
.018416
.278163
.759548
.281110
.219453
.759721
.452986
.364552
.033385
.484168
. 743144
.912471
.487943
.934495
.360734
.428414
.434282
.935538
.645893
.368777
.425196
.782521
.815002
.481031
.704063
.230970
.148915
.588162
.651528
.936236
.191055
.024179
.536727
.103935
.578508
.136129
.815225
.079717
.507662
761376
.106293
.653549

113

.795883
.383175
.864630
.133263
.946865
.762566
.168811
.220826
.010558
.185833
.178766
.296934
.040138
.080348
.107217
.045926
.117994
.177930
.157651
.270930
.243143
.226639
.208097
.054634
.296036
.197147
.137229
.116120
.146319
.160484
.040996
.294646
.498468
.329795
.031107
.853834
.288798
.325753
.352302
.583089
.291645
.933241
.968453
.837907
.786234
.126491
.781674
.180815
.750042
.729871
.927158
.852450
.906860
.318030
.562340
.492197
.891085
.754776
.734266

.152831
.198372
.119947
.129721
.486434
.486434
.129721
.384096
.335956
.019220
.304712
.524588
.385187
.471878
.545084
.432012
.891195
.696216
.006489
.977064
.939565
.935232
.821335
.865711
.916864
.475890
.335297
.645443
.372643
.310160
.338643
.336797
.344078
.338643
.336797
.344078
.338643
.336797
.344078
.372643
.310160
.545084
.432012
.385187
.471878
.475890
.645443
.335297
.821335
.916864
.865711
.977064
.935232
.939565
.891195
.006489
.696216
.304712
.524588



169 6 0 0.000000 0.000000 4.612552
170 9 0 0.000000 0.000000 3.408091
171 1 0 0.000000 0.000000 5.680120
172 1 0 0.000000 0.000000 2.338835
(C2H2)4@CC3 C2 cc3-rjjcc
Standard orientation:
Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 7 0 -0.928410 -1.113095 -5.741579
2 7 0 0.928410 1.113095 -5.741579
3 7 0 5.503860 0.542590 -1.230947
4 7 0 5.500153 -1.092009 1.163046
5 0 0 -1.437616 -2.712021 -3.371403
9 1 0 -0.560368 -2.969043 -3.960138
7 6 0 -2.192476 -1.591595 -3.744678
8 0 0 -1.842125 -0.782499 -4.927611
9 1 0 -2.446796 0.1260612 -5.070086
10 0 0 -0.723023 -0.258765 -6.896025
11 1 0 -1.388690 0.622917 -6.869744
12 6 0 0.723023 0.258765 -6.896025
13 1 0 1.388690 -0.622917 -6.8069744
14 6 0 1.004353 1.069321 -8.166519
15 1 0 2.044902 1.411131 -8.143328
16 1 0 0.373672 1.967679 -8.146134
17 6 0 0.720342 0.256513 -9.429817
18 1 0 0.912340 0.866663 -10.318748
19 1 0 1.408060 -0.598911 -9.476182
20 0 0 -0.720342 -0.256513 -9.429817
21 1 0 -0.912340 -0.866663 -10.318748
22 1 0 -1.408060 0.598911 -9.476182
23 0 0 -1.004353 -1.069321 -8.166519
24 1 0 -0.373672 -1.967679 -8.146134
25 1 0 -2.044902 -1.411131 -8.143328
26 9 0 1.842125 0.782499 -4.927611
27 1 0 2.446796 -0.126612 -5.070086
28 0 0 2.192476 1.591595 -3.744678
29 6 0 1.4370616 2.712021 -3.371403
30 1 0 0.560368 2.969043 -3.960138
31 9 0 1.810927 3.473898 -2.267523
32 6 0 2.949382 3.114084 -1.535011
33 1 0 3.238065 3.726041 -0.684758
34 6 0 3.688759 1.991451 -1.880756
35 0 0 3.310480 1.238845 -2.998545
36 1 0 3.907898 0.373821 -3.275816
37 6 0 4.855311 1.620760 -1.060973
38 1 0 5.136578 2.347293 -0.283312
39 6 0 6.685354 0.345567 -0.407808
40 1 0 6.741192 1.100916 0.396017
41 9 0 6.631832 -1.035030 0.257234
42 1 0 6.539678 -1.786057 -0.548927
43 0 0 7.918437 -1.300044 1.047486
44 1 0 7.854232 -2.294900 1.501385
45 1 0 7.970478 -0.576485 1.871470
46 9 0 9.158074 -1.179154 0.160700
47 1 0 9.130251 -1.958242 -0.613252
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48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106

FoOoRFPPRPORRPOFOFODFRORPR OO OO OO OO RO RO RPOR PR OO ORI YRR RFROR RO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

[
S J J J O 0w o

P ORrRrROONREFEREFEOOO

.061911
.212098
.336134
.080126
.929378
.833035
.946844
.654139
.759913
.503860
.500153
.852372
.306651
.310480
.907898
.688759
.855311
.136578
.685354
.741192
.631832
.539678
.918437
.854232
.970478
.158074
.061911
.130251
.212098
.080126
.336134
.929378
.833035
.946844
.654139
.759913
.477683
.202886
.870981
.092076
.248474
.382464
.516020
.631834
.817315
.625477
.250490
.070481
.965179
.543637
.353323
.437616
.744812
.350802
.725883
.141126
.394061
.251220
.124885
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.353336
.194176
.967523
.265078
.464229
.254997
.463068
.016705
.731802
.542590
.092009
.488189
.344691
.238845
.373821
.991451
.620760
.347293
.345567
.100916
.035030
.786057
.300044
.294900
.576485
.179154
.353336
.958242
.194176
.265078
.967523
.464229
.254997
.463068
.016705
.731802
.235873
.414534
.583266
.665378
.742103
.917440
.559785
.298027
.936991
.694212
.809284
.583748
.491934
.556360
.599533
. 766869
.727535
.677206
.083049
.196701
.926709
.109351
.090217

.753910
.510245
.259981
.174135
.297449
.121372
.747316
.970026
.137932
.230947
.163046
.068434
.844916
.998545
.275816
.880756
.060973
.283312
.407808
.396017
.257234
.548927
.04748¢6
.501385
.871470
.160700
.753910
.613252
.510245
.174135
.259981
.297449
.121372
.747316
.970026
.137932
.830204
.932588
.144888
.733199
.428243
.060870
.338105
.536351
.677252
.030879
.690036
.855322
.498417
.604095
.246882
.902538
.953479
.299603
.587111
.251946
.789504
.866629
.532235



107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
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.288740
.641938
.556335
.955494
.026357
.194041
.306651
.852372
.911848
.911848
.949382
.238065
.810927
.026357
.194041
.543637
.353323
.070481
.965179
.641938
.955494
.556335
.251220
.288740
.124885
.725883
.394061
.141126
.437616
.350802
.744812
.625477
.250490
.516020
.631834
.817315
.477683
.202886
.870981
.092076
.248474
.382464
.815376
.449504
.723837
.390651
.723837
.390651
.008833
.050453
.380996
.721798
.404885
.917386
.721798
.404885
.917386
.008833
.380996
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.038231
.905321
.952682
.898108
.661877
.931802
.3446091
.488189
.118765
.118765
.114084
.726041
.473898
.661877
.931802
.556360
.599533
.583748
.491934
.905321
.898108
.952682
.109351
.038231
.090217
.083049
.926709
.196701
.766869
.677206
.727535
.694212
.809284
.559785
.298027
.936991
.235873
.414534
.583266
.665378
.742103
.917440
.818516
.074184
.259091
.621426
.259091
.621426
.066034
.404549
.966395
.252782
.606406
.860896
.252782
.606406
.860896
.066034
.966395

[

=
D OO WWOWWWOOWAWOANAOOOOO U B WWWNDE ORFDNDN

N O

.078171
.165872
.560155
.215448
.878492
.546324
.844916
.068434
. 748793
.748793
.535011
.684758
.267523
.878492
.546324
.604095
.246882
.855322
.498417
.165872
.215448
.560155
.866629
.078171
.532235
.587111
.789504
.251946
.902538
.299603
.953479
.030879
.690036
.338105
.536351
.677252
.830204
.932588
.144888
.733199
.428243
.060870
.911562
.026701
.899219
.864212
.899219
.864212
171131
.148043
.152090
.433332
.478330
.322886
.433332
.478330
.322886
.171131
.152090



FoOoORFPOoORPOOROOFRF OO OO OR O
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8.
4.
5.
.223966
.210245
.223966
.210245
.233515
.210264
.233515
.210264
.217445
.362857
.217445
.362857
.016648
.799829
.016648
.799829

-1
-1
-1
-1
-1
-1
-1
-1

148043
911562
026701

(C2H2) 6@CC3 C3 cc3-rjjjcc

Standard orientation:

Center
Number

Atomic
Number

(Angstroms)

O ~J o Ul WN

WWWRONRONRONONRONNON R R R R R R R R e
N OW®O-JAUBRWNRFROW®TIRNU NS WNR O

ook OO OHRRFPFORFRFPRPORPRPRPORPRPEFORFRORFORFROOR O JJJJ

oNeolNolololololoNoNoNoloBolBolololNolNoNolololololololNolNolNolololelNe]
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.050453 -1.404549
.815376 0.818516
.449504 -0.074184
.328841 1.128886
.381617 0.924084
.328841 -1.128886
.381617 -0.924084
.139892 1.329247
.078795 1.475966
.139892 -1.329247
.078795 -1.475966
.403337 -1.100713
.443874 -0.040310
.403337 1.100713
.443874 0.040310
.346314 -2.288301
.289882 -3.337181
.346314 2.288301
.289882 3.337181
Coordinates
X Y
.218875 -3.4555606
.581660 -4.895850
.6020406 -1.059844
.530760 1.944193
.014682 -0.681407
.682422 -0.925617
.13144¢6 -1.717223
.801174 -3.119375
.077016 -3.865221
.003354 -4.874653
.120542 -5.462355
.585381 -5.140915
.433214 -4.486327
.443457 -6.608279
.435100 -6.748947
.514106 -7.237135
.505285 -7.026085
.371979 -8.079713
.380711 -6.443539
.904043 -6.783244
.671056 -7.051181
.059340 -7.429445
.064645 -5.321216
.982482 -4.672920
.054644 -5.140439
.4907067 -4.314804
.642594 -3.945670
.584135 -4.018766
.540104 -4.515957
.728470 -5.187331
.482624 -4.119451
.492308 -3.219709

.341548
.103891
.341548
.103891
.864320
.871017
.922649
.264142
.501231
.588170
.660477
.129076
.006242
.565874
.970854
.668339
.580745
.848514
.503677
.016961
.751358
.142373
.606770
.489344
.173529
.455432
.482943
.504513
.195504
. 925566
.253551
. 625265



33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
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.209882
.552882
.597457
.642819
.602045
.385888
.723250
.290809
.244853
.601880
.444666
.062310
.024596
.337411
.770624
.183226
.826483
.463758
.442030
.640631
.038108
.979072
.491346
.095753
.328640
.701586
.971402
.195381
.534504
.624436
.808861
.219163
.445410
.860467
.837173
.034134
.992862
.693215
.088459
.657738
.138728
.577618
.158458
.958744
.987780
.012429
.317338
.327704
.879096
.723908
.857920
.328018
.037990
.863073
.281491
.323181
.348453
.046527
.285191
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.909262
.719326
.136113
.726263
.732226
.598189
.163654
.028709
.197477
.001964
.054069
.997666
.307313
.343402
.160013
.985662
.010622
.199231
.519663
.859478
.112470
.807230
.582419
.529337
.613216
.139268
.136034
.308129
.414573
.191234
.090290
.248397
.313553
.158348
.943850
.720320
.817713
.378841
.813953
.710910
.867402
.591601
.964163
.288098
.661656
.803833
.637983
.725648
.198753
.922228
.010552
.441694
.928594
.636115
.370944
.434628
.795411
.929250
.363222

BSOS DS DD DD DR DR DNDWWS DD OO OO O DWW

.129895
.922649
.864320
.871017
.264142
.501231
.588170
.660477
.129076
.006242
.565874
.970854
.668339
.580745
.503677
.848514
.016961
.142373
.751358
.606770
.489344
.173529
.455432
.482943
.049511
.488654
.488654
.049511
. 625265
.129895
.253551
.124393
.296679
.323574
.399978
.488674
.371696
.833556
.636984
.964257
.908034
.872827
.850152
.755829
.786829
.863319
.414415
.264461
.582638
.687789
.786942
.766913
.770096
.741668
.766913
.770096
.741668
.766913
.770096
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94

95

96

97
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99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
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.485380
.160627
.170150
.140882
.070617
.067366
.101189
.211178
.111673
.158307
.228872
.310074
.066901
.320556
.280244
.301151
.174693
.213203
.249134
.394463
.585134
.949101
.383171
.133259
.730183
.680986
.856595
.272421
.982113
.738347
.659472
.168666
.719896
.170267
.575985
.924429
.055626
.922440
.770974
.404418
.832126
.811247
.389913
.001209
.510490
.627210
.800871
.308871
.578564
.417226
.039604
.688286
.140882
.128126
.326237
.042196
.414554
.824700
.860276
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.431526
.897859
.469755
.999528
.415089
.996139
.527065
.018009
.724121
.483154
.748426
.340883
.452818
.748619
.217324
.266609
.741048
.255200
.999758
.644126
.372640
.951657
.515410
.921346
.275301
.924209
.962792
.637482
. 732385
.416333
.943437
.484363
.038307
.433646
.180694
.947669
.785390
772622
.570843
.230214
.682683
.094051
.283525
.554210
.929822
.751282
.851601
.463410
.436549
.817520
.651880
.381284
.591748
.224539
.209741
.634282
.100496
.395729
.059087

W WE PO oYy U1 Ul D WD WWWD DD D

.741668
.687789
.786942
.488674
.371696
.323574
.399978
.414415
.582638
.264461
.755829
.863319
.786829
.908034
.850152
.872827
.833556
.964257
.636984
.124393
.296679
.103891
.341548
.049511
.488654
.195504
. 925566
.504513
.455432
.482943
.129076
.006242
.588170
.660477
.606770
.173529
.489344
.016961
.751358
.142373
.580745
.848514
.503677
.565874
.668339
.970854
.264142
.501231
.922649
.864320
.871017
.504513
.195504
.925566
.253551
.625265
.129895
.124393
.296679
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.323574
.399978
.488674
.371696
.833556
.636984
.964257
.908034
.850152
.872827
.755829
.863319
.786829
.414415
.264461
.582638
.687789
.786942
.189214
.994388
.186369
.674588
.703151
.147744
.703151
.147744
.703151
.147744
.186369
.674588
.186369
.674588
.286309
.515686
.286309
.515686
.189214
.994388
.286309
.515686
.189214
.994388

S4 cc3-rjjccx

Standard orientation:

Center
Number

Atomic
Number

(Angstroms)

O 0 ~J0o Ul WN K

(o) el o N el N N O T el e

O O OO OO oOo oo
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.793100 5.154487
.735985 4.583215
.893252 4,719848
.922246 5.232802
.518522 5.119889
.839326 4.813711
.444535 4.544290
.818172 6.616021
.878213 7.181488
.276467 6.858210
.729872 7.036524
.702354 6.537050
.920879 8.114474
.106160 6.655992
.169397 7.208802
.767423 6.922874
.563281 2.820087
.312229 3.480308
.225949 1.652112
.954557 2.298657
.655330 -0.538522
.418132 0.006651
.755342 -1.150962
.944914 -1.689752
.874433 -0.944690
.935825 0.026557
.119091 2.095651
.990911 1.663196
.861291 2.568844
.714826 2.956863
.794039 -2.030322
.703306 -2.963514
.555592 0.927486
.811604 0.230028
.025431 -1.810925
.706592 -1.683909
.817796 -1.887759
.513417 -1.975999
.581022 0.883439
.105012 1.453881
.043745 0.235647
.467973 -0.322658
Coordinates
X Y
.607582 1.814760
.627703 2.002727
.607582 -1.814760
.627703 -2.002727
.453632 1.607582
.563790 1.408094
.453632 -1.607582
.563790 -1.408094
.607582 -0.453632

PR R RRR R R

.563200
.815147
.563200
.815147
.289688
.024559
.289688
.024559
.289688



.024559
.289688
.024559
.563200
.815147
.563200
.815147

Cl cc3-rjjccy

Standard orientation:

Center
Number

Atomic
Number

(Angstroms)

.053286
.125239
.091719
.125376
.033856
.104979
.035402
.969960
.911129
.931083
.064691
.878840
.867903
.833780
.261088
.448656

C3 cc3rjjjcex

Standard orientation:

Center
Number

Atomic
Number

(Angstroms)

O J o U bW

S N e el e
O WW-JdoO U > WNRF O WV

FokFOSOSFORFODFORFOFORFEODRF O O

O O OO OO ODODODODODOODOOOOOooOo

.408094 0.563790
.607582 0.453632
.408094 -0.563790
.814760 -1.607582
.002727 -2.627703
.814760 1.607582
.002727 2.627703
Coordinates
X Y
.658882 2.579814
.604485 3.069891
.144301 -0.609072
.209304 -0.545167
.584400 2.043404
.363124 1.547990
.055642 -0.679748
.119502 -0.744576
.685313 -1.101598
.731603 -0.030935
.781236 -0.358582
.975176 -1.039479
.613096 -2.302682
.557563 -3.368280
.671970 0.427335
.464506 1.117325
Coordinates
X Y
.814865 1.994196
.656464 2.099838
.571952 -2.560794
.064674 -3.334952
.135056 -1.663478
.624521 -0.846281
.873086 1.814726
.079359 1.830017
.008142 -0.151248
.545162 -0.983736
.503688 0.785072
.920490 1.611467
.931736 1.775722
.855816 1.723485
.854641 1.869223
.000000 1.749757
.046115 -0.194471
.515334 -0.874879
.634457 0.574621
.146745 1.25006406
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.990290
.638219
.350152
.816951
.923263
.408786
.923263
.408786
.923263
.408786
.350152
.816951
.350152
.816951
.274596
.638688
.274596
.638688
.990290
.638219



21 6 0 1.191474 -1.674752 1.274596
22 1 0 1.515334 -0.874879 0.638688
23 6 0 0.819592 -2.568817 1.990290
24 1 0 0.490281 -3.350484 2.638219

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z

1 7 0 1.628842 5.515960 0.523040
2 7 0 3.693742 4.,328758 -1.102923
3 7 0 5.565772 -1.536577 0.714973
4 7 0 4.100945 -3.195238 2.562507
5 0 0 -0.222777 3.945606 2.073894
9 1 0 0.747078 4.165679 2.512711
7 6 0 -0.479717 4.,379926 0.765668
8 0 0 0.531077 5.144702 0.008999
9 1 0 0.260972 5.392765 -1.029398
10 0 0 2.525485 6.305358 -0.298617
11 1 0 2.134414 6.424025 -1.325401
12 6 0 3.878451 5.584865 -0.402578
13 1 0 4.246915 5.423605 0.626693
14 6 0 4.886529 6.443804 -1.174118
15 1 0 5.842490 5.910856 -1.220250
16 1 0 4.529035 6.547131 -2.206925
17 6 0 5.055808 7.822696 -0.535483
18 1 0 5.765611 8.420119 -1.117280
19 1 0 5.484391 7.709208 0.469619
20 0 0 3.709001 8.540108 -0.429449
21 1 0 3.828196 9.512533 0.059841
22 1 0 3.324549 8.737124 -1.439499
23 0 0 2.700307 7.687532 0.340703
24 1 0 3.037511 7.546088 1.375805
25 1 0 1.723136 8.180279 0.389101
26 9 0 4.022025 3.263293 -0.499424
27 1 0 4,423395 3.274687 0.525955
28 0 0 3.917783 1.932028 -1.128912
29 6 0 3.350790 1.780584 -2.402179
30 1 0 2.971749 2.663959 -2.909704
31 9 0 3.291416 0.529024 -3.002526
32 6 0 3.799098 -0.588021 -2.323885
33 1 0 3.751265 -1.557946 -2.812262
34 6 0 4.364090 -0.448815 -1.0062434
35 0 0 4.417909 0.818646 -0.465703
36 1 0 4.869672 0.909369 0.518764
37 6 0 4.933063 -1.627848 -0.379795
38 1 0 4.790366 -2.5919606 -0.892360
39 6 0 6.119532 -2.750850 1.280812
40 1 0 5.859253 -3.636302 0.672967
41 9 0 5.527159 -2.965552 2.682430
42 1 0 5.743159 -2.058327 3.275309
43 0 0 6.172639 -4.180608 3.358261
44 1 0 5.740708 -4.299394 4.357923
45 1 0 5.899825 -5.076085 2.784815
46 9 0 7.693823 -4.044362 3.428791
47 1 0 7.954675 -3.188891 4.066696
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48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
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.127938
.283543
.103587
.369137
.644492
.880129
.037940
.319702
.695079
.331442
.922330
.006351
. 749441
.714512
.941007
.704885
.030189
. 740749
.670956
.232956
.570349
.981153
.965921
.864831
.518515
.722855
.722873
.200217
.813365
.321651
.420086
.422280
.827920
.485523
.931989
.553306
.228050
.635390
475966
.971598
.884884
.382712
.472772
.152386
.820707
.342993
.168783
.109171
.540608
.221746
777971
.359530
.128758
.822284
.853782
.462465
.683335
. 744968
.160193
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.933680
.829337
.725104
.697226
.616525
.702957
.477902
.406531
.561783
.569162
.220811
.362309
.696372
.115878
.444590
.430413
.171566
.610665
.282239
.661383
.497488
.103547
.244531
.689095
.599646
.556037
.348568
.157058
.354138
.308950
.794924
.598783
.223074
.135661
.892920
.568083
.397201
.374620
179721
.593301
.841171
.802945
.879892
.656136
.079808
.164733
.126094
.751181
.719986
.697056
.280592
.015606
.240922
.961641
.123541
.149415
.370773
.171539
.161536
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.897666
.033950
.423995
.090893
.356841
.918110
.343929
.174836
.773255
.860019
.403402
.603622
.002676
.187061
.823961
.904977
.307657
.931983
.338007
.618000
.654775
.364677
.236036
.174924
.540030
.451687
.846427
.208267
.149590
.319946
.424761
.563682
.243805
.611179
.126734
.908262
.005222
.084068
.422924
.014980
.864714
797722
779311
.846970
.574869
.686679
.525345
.460773
.150444
.353201
.615033
.330183
.239937
.020280
.768885
.092498
.439625
.876004
.643082



107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
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.360004
.606522
.134160
.174904
.730233
.311734
.799687
.709130
.951386
.963502
.440853
.194352
.195210
.918561
.099373
.437128
.374663
.636338
.685640
.372506
.536288
.312720
.255184
.032218
.309356
.056707
. 715155
.025491
.321103
.370514
.145991
.190432
.274662
.337578
.053532
.488833
.853213
.259304
.901407
.117662
.915644
.990565
.718236
.020704
.426679
.620749
.533234
.313981
.141615
.935301
.365057
.674267
.500733
.084607
.571968
.787416
.964397
.964672
. 722536

124

|
NDNNNNMNNOODOODODOOONE WNWN

.221940
.856685
.902788
.622936
.397335
.319141
.301783
.265503
.123454
.793668
.006832
.481745
.262316
.843635
.048677
.972173
.198722
.465193
.228644
.100309
.974914
.289807
.910593
.642559
.656184
.410777
.988169
.681753
.780362
.583799
.847566
.105340
.274785
.937425
.762719
.987585
.575577
.571784
.202767
.753681
.928235
.090328
.836114
.394736
.236511
.658015
.740296
.270281
.911127
.527601
.326655
.995400
.587561
.826032
.489982
.980804
.242200
.325690
.873146

.899933
.904965
.173608
.952124
.361629
.795237
.914419
.660266
.636829
.044311
.201657
.783658
.793209
.181763
.548406
.278780
.481561
.502471
.249644
.967986
.098741
.182950
.917708
.955817
.742581
.694934
.352413
.959541
.235208
.979999
.060753
.841454
.750083
.969295
.947523
.573018
.154005
.366457
.757323
.380422
.185330
.189892
.576095
.932513
.838621
.210824
.104635
.519787
.884668
.534946
.540051
.052653
.650351
.531209
.990550
.398583
.682926
.773537
.426123



.421437
.067390
.396568
.272491
.656467
.560888

(Angstroms)
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.150433 -7.668128
.446987 -3.622007
.262434 -3.310296
.422682 0.213702
.365740 0.519288
.498902 0.209738
Coordinates
X Y
.561838 -1.703164
.891668 -3.830719
.702228 -5.115738
.016957 -3.092595
.375951 0.583268
.536553 -0.304435
.797461 0.571800
.408490 -0.637179
.690844 -0.572589
.122065 -2.856997
.141592 -2.711695
.231343 -4.068488
.212245 -4.208212
.813364 -5.328331
.164433 -6.180122
.791993 -5.197889
.244341 -5.585451
.649839 -6.473090
.233407 -5.800643
.138185 -4.370917
.147396 -4.548666
.233969 -4.218799
.549140 -3.110685
.522711 -3.212288
.164620 -2.232609
.917771 -4.211496
.078634 -4.637993
.513805 -4.138782
.193857 -3.818420
.001437 -3.602793
.129658 -3.794994
.148386 -4.077280
.178089 -4.059658
.842900 -4.391046
.497289 -4.427417
.718243 -4.684293
.929705 -4.711905
.952959 -4.589774
.839726 -5.409920
.795001 -5.253585
.819829 -4.445942
.839199 -4.560984
.9369406 -4.793512
.886248 -4.101904
.899919 -4.617993
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.231233
.660922
.236811
.802126
.479426
.085488
.141078
.439864
.503665
.442039
.537668
.145552
.949474
.797681
.565456
.887667
.321432
.818039
.755626
.581704
.196022
.665335
.054795
.147557
.169575
-0.
.065328
.380067
.707800
.403362
.126835
.206676
.554301
.111452
.521308
.553970
.057057
.668902
.084767
.551639
.283735
.779538
.273180
.121029
776173

062855



46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
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.844467
.910257
.665080
.868922
.840548
.770280
. 751399
772293
. 782663
.070697
.121112
.508827
.963850
.295467
.596174
.558971
.842482
.901725
.530337
.248147
.178770
.689384
.201322
.685474
.900714
.208736
.379116
.182092
.943420
.650326
.168312
.099282
.738480
.4654009
.970379
.138347
.526478
.077768
.755698
.560380
.207371
.795430
.219119
.190167
.422803
.186779
.575899
.890416
.801744
.842654
.750364
.796705
.867428
.270950
.496119
.157568
.606658
.697068
.958874
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.246288
.391635
.470480
.202081
.122452
.239944
.863630
.008642
.524303
.263343
.543916
.798725
.113239
.181626
.755677
.677389
.677183
.800987
.921616
.861620
.976840
. 745153
.583764
.793082
.787264
.474057
.544331
.373787
.244417
.631682
.756522
.139408
.568514
.559695
.769465
.842113
.981825
.359014
.423514
.119222
.071175
.606652
.372939
.990574
.672031
.205995
.638986
.610936
.029875
.426522
.725435
.5360091
.200259
.847024
.608521
.190675
.669963
.395612
.617977
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.740987
.300437
.430618
.547088
.040623
.882321
.560178
.034941
.686959
.962500
.442416
.287929
.593832
.142850
.025588
.662992
.712805
.141681
.023177
.525290
.072061
.448348
.185247
.787747
.085675
.874907
.485814
.679261
.298960
.340117
.574237
.005243
.972221
.669597
.240801
.852273
.967895
.692075
.501894
.586482
.198263
.211572
.728951
.424774
.623120
.010606
.707357
.180556
.725784
.641023
.085798
.444554
.939037
.081337
.940431
.532731
.562098
.113758
.982378
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114
115
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120
121
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123
124
125
126
127
128
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130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
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148
149
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151
152
153
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155
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.657093
.595280
.875890
.182916
.283561
.942144
. 447227
.384474
.093633
.450859
.885323
.888655
.529510
.010765
.763735
.372794
.366174
.757108
.883242
.276186
.125825
.906263
.144887
.985747
.814067
.529350
.679764
.279336
.934953
.430892
.660468
.572315
.702073
.304205
.326539
.287592
.173559
.285325
.182493
.317409
.107160
.429648
.401595
.510951
.641138
.324004
.088318
.641514
.675293
.088723
.912382
.589317
.455725
.821342
.290678
.708027
.227552
.839689
.849276
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.574243
.888491
.426959
.261410
.902410
.478460
.524770
.150988
.823021
.117459
.673343
.067405
.823041
.676689
.707907
.730751
.761814
.794481
.786060
.176530
.131639
.348622
.649842
.366578
.353786
.436613
.348989
.937369
.667650
.979450
.792085
.761864
.470961
.388964
.378000
.401144
.044164
.287440
.850899
.391065
.101078
.951115
.843483
.890195
.436766
.661552
.060088
.179266
.899681
.756650
.415223
.016939
.551163
.222664
.123746
.562323
.394132
.543525
.988111

-0
0

-1.
-0.
.846026

-1

. 749347
.271858
.812284
.126444
.643621
.229462
.543803
.159681
.013894
.027516
.687948
.127384
.195050
. 622377
.012230
.436151
.955919
.421961
.854796
.574447
.040174
.053099
.119053
.537090
.760676
.815005
.315154
.627814
.113953
.144004
.155328
.648527
.045398
.046101
.567322
.551152
.884718
.414065
.546659
.859177
.625153
.509712
.849841
.578472
.819743
.437870
.980912
.607386
.240105
.137645
.980604
.836992
.384661
0.
.284073
.598134

052539

167848
838241
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-2
-1

-0

-1.
-0.
.793210
.456588
.603141
.397813
.837613
.037703
.027436
.598010
.285729

o
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.909131
.308977
.762597
.316229
.841046
.851205
.007301
.280464
-1.
-0.
-0.
.483795

038794
874242
184158

087222
943406

Number

(Angstroms)
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.994707 3.874521
411429 4.714090
.282128 3.250787
.674857 3.383173
.219940 4.266025
.188671 0.651231
.212595 -0.319879
.767182 -0.672285
.492466 2.189985
.331673 1.691856
.963536 2.095332
.019792 -0.123768
.285133 -0.408929
.838284 -0.361736
.460185 -0.238433
.270200 -1.140251
.055804 -1.693901
.644305 1.343926
.937174 0.803783
.003445 1.980664
.002321 -0.669532
.685594 -1.215309
.626259 -0.514188
Coordinates
X Y
.683837 2.996077
.090388 1.151047
.711501 -0.034454
.736173 0.679279
.507554 3.891957
.858365 4.397297
.487274 3.006655
.610214 2.723289
.548464 2.245378
.936187 2.749773
.629036 1.901632
.620449 2.405617
.920311 3.241310
.845535 2.267866
.886274 2.037259
.500877 1.403694
.468039 3.527794
.633158 3.389731
.769769 4.368630
.780701 3.868712
.209004 4.791935
.510298 3.069287
.563070 4.011850
.896781 4.860291
.508147 4.218561
.120423 1.135977
.738532 2.048041
.796647 -0.089081
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.919922
.543500
.912240
.260922
.175761
.886918
.650717
.092635
.414632
.334268
.465633
.04488¢6
.859190
.556374
.032197
.727564
.156742
.230434
.047147
.451021
.855237
.638818
.944889
.739038
.429633
.162027
.158121
.692317



29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
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.120446
.911891
. 744465
.075583
.550414
.755568
.109371
.646037
.137713
.657425
.120307
.352001
.455802
.171710
.959083
.162953
.215482
.794981
.585112
.861448
.464355
.761405
.034892
.967674
.672489
.720777
.032141
.931789
.724101
.911238
.100859
.453070
.316494
.066486
.158676
.934847
.769075
.459608
.093916
.284739
.575058
.187285
.054083
.835794
.655427
.262882
.018739
.820640
.867753
.538089
.938913
.261127
.025805
.328374
.809110
.981011
.267371
.715628
.011526

129

|
ONRFPORFRPROOOORrRNEFE ORF O

.315625
.345542
.456606
.383906
.286282
.171782
.021039
.925005
.116803
.085448
.118675
.107131
.947963
.927979
.951269
.730989
.008000
.160527
.154836
.138524
.095822
.890299
.265877
.088213
.041423
.700084
.619216
.589310
.823570
.790218
.618018
.759125
.352435
.643213
.547204
.746516
.985972
.114015
.370154
.400837
.642955
.174445
.247025
.977182
.772846
.332480
.040938
.267608
.027675
.012062
.506674
.311553
.587016
.524570
.809621
.092215
.812638
.145284
.369695
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.663868
.003858
.174808
. 748632
.371621
.764553
.238390
.233906
.255232
.183631
.541229
.109359
.491649
.918332
.186857
.445081
.718216
.448904
.865993
.201177
.495052
.112909
.414247
.805562
.264305
.525953
.220001
.293056
.230024
.344573
.174884
.519118
.748699
.089067
.628741
.594292
.656511
.259647
.270418
.072771
.034730
.045058
.865717
.066326
.910555
.629691
.909118
.119070
.993780
.149404
.140842
.109477
.300868
.491072
.542235
.715204
.889717
.621106
.106173



88

89

90

91

92

93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146

Sy oo oO>OVVFOPRHREFOHFHFEFPFORREFPOFFPFRFPFORFORFORFOOORFODYIIIIdIF,FORFF PP RFRPORFRFPRPOR RO OO ODORFR ODOD RO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

-0.

0.
.154328
-2.
.944660
.535202
.454234
426777
.616339
.386511
.425901
.194907
.192457
.245405
.577299
.606844
.125375
.608080
.414583
.190480
.195630
.243366
.189130
.021213
.047945
.003896
. 724496
774311
.877232
.201918
.072990
.362654
.330951
.857684
.065578
.551414
.878723
.254354
. 778610
.425400
.435775
.965609
.637409
.367852
.032559
.575482
.633840
.873028
.535723
.518225
.828775
.265445
.709115
.461344
.368358
.281648
.341921
.965296
.572249

-1

o okroMdMdMNMDE OO

| I |
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461180
522949

421389
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4

.226749
4.
.50159¢6
.931518
.153309
.362975
.772452
.533369
714726
.943031
.706603
.962642
.517101
.137452
.281242
.106566
.988991
.868533
.127592
.795767
.862141
.653127
.262594
.712645
.680231
.132871
.622069
.315129
.514755
.441874
.616300
.115227
.056010
.685213
.180469
.485522
.670324
.301749
.804836
.409346
.113448
.998442
. 794919
.695849
.510073
.343908
.895843
.387029
.046438
.738026
.544327
.374484
.439568
.543779
.447236
.496979
.327747
.491998
.201662

650935

-2.
.322297
-0.
.758257
0.
.069478
.187900
.079894
. 764557
.497650
.789205
.486734
.487605
.219363
.470214
.811169
.173181
.059085
.752939
.038931
.070385
.323488
.050566
.057455
.455667
.892866
.831200
.099011
.599651
.087833
.153757
.187606
.666890
.100665
.271728
.409753
.366730
.20199¢6
.874893
.665672
.051369
.374499
.711480
.245086
.276839
.643438
.442483
772237
.579139
.958859
.491718
.423914
.065963
.887606
.289260
.483621
.253213
.905007
.402663

-2

-0

(@}

DR NN WNWOS DD WWEREDNO

138983

961555

168121
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.817360
.715228
.117102
.726720
.734118
.128481
.898223
.447470
.701158
.813640
.110646
.062077
.672699
.598215
.893231
.359142
.868758
.104341
.664705
.949808
.350669
.058574
.777580
.255008
.129341
.543263
.145718
.707281
.637983
.281544
.109970
.017301
.274953
776747
.882656
.194125
.637023
.523372
.923569
.890005
.656080
.085534
.737933
.930652
.145375
.450158

Number

(Angstroms)

131

.768803 1.271823
.167388 1.153394
.544996 -1.088296
.228235 -1.859369
.861963 -2.617179
.457173 -3.324421
.455581 -3.213249
.845943 -2.473485
.511112 -4.520281
.491695 -4.905664
.067297 -5.260143
.178957 -4.327815
.575285 -3.642614
.216806 -5.282036
.582851 -3.747013
.211879 -4.472185
.050938 -3.577713
.531244 -2.439312
.965297 -1.683475
.536508 -2.032102
.277120 -3.053973
.809370 -2.399971
.567516 -0.604832
.618301 1.770113
.810734 0.917402
.492274 -1.381144
.496740 1.055887
.939960 3.278262
.150344 2.286821
.455688 0.113124
.040520 0.083939
.125703 -1.041792
.578870 -0.022598
.514979 1.149525
.689371 2.666981
.635502 3.024807
.056367 0.932216
.005538 0.400711
121713 2.270366
.461660 -2.281803
.302537 0.854196
.523834 3.064946
.065721 2.421445
.287042 -0.873505
.8856044 1.8167406
.802271 0.399462
Coordinates
X Y
.397787 3.317239
.859426 4.677077
.450218 4.591520
.940556 3.164413
.326052 1.358917

.137994
.520945
.001494
.495605
.183914
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11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64

ocooFoYlIJd IO RFPORFRFO>MNYHFHFHOEFHFEFPOHFFOOPFFOHFRFOFOODFOOFOODFOODRFRRFRFOORFRFPRPORR RO PEFPORFRORFROR OO R
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.394073
.941958
.596125
.519478
.162780
.764948
.133372
.526671
.951753
.218933
.520505
277377
.121967
.657154
.312146
.272860
.976941
.494110
.908617
.203140
.315953
.791328
.968744
.705428
.326571
.878863
.339883
.275549
.618029
.427185
.866572
.138604
.172307
.123921
.027843
.194967
.263066
.843924
.149348
.732782
.233198
.328597
.709094
.165802
.107576
.419083
.523672
.622095
.203575
.734113
.108792
.620754
.173920
.480180
.571707
.895430
.601456
.201942
.086731

132
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.400060
.048334
.104472
. 778895
.271371
.758209
.321662
.811653
.378375
.116635
.887812
.047753
. 781507
.599535
.004918
.482038
.520590
.944243
.400346
.172468
.901366
.535335
.292680
.513426
.392707
.889669
.067012
.605349
.839516
.452772
.056006
.043842
. 710765
.887883
.266438
.588651
.164503
.026328
.811624
.403582
.504011
.120263
.780199
.797870
.250337
.862750
.370441
.967725
.543394
.775178
.482835
.082823
.601189
.594254
.283950
.279769
.547509
.307383
.724306

.879940
.497280
.465226
.514020
.215334
.107374
.778981
.868861
.875104
.531922
.757742
.237891
.035721
.367351
.662870
.882991
.590100
.576593
.667746
.897027
.396177
.634011
.001342
.901091
.912900
.497280
.183914
.879940
.282604
.700868
.009053
.084353
.259419
.259104
.375813
.442297
.286869
.760823
.580063
.926266
.740907
.647280
.687761
.565385
.706355
.528831
.245594
.054733
.403608
.473430
.406383
.520945
.137994
.520945
.137994
.901091
.912900
.001342
.396177



65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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.398077
.542008
. 769704
117726
.872230
.034785
.011893
.222528
.044339
.977180
.792501
.464845
.177999
.752813
.547958
.338742
.553720
.024464
.219171
.063095
.986169
.118524
.016104
.142621
.945344
.233198
.190002
.274885
.402684
.189405
.675380
.296375
.280506
.637178
.528895
.215033
.131145
.356485
.769442
.250040
.742222
.409967
.299966
.499711
.859247
.772653
.620589
.300307
.201482
.710740
.770184
.751264
.569806
.811916
.634133
.071372
.299770
. 794991
.708765

133

.452978
.508385
.093988
.874733
.273620
.364135
.592285
.951160
.736887
.807450
.204427
.362168
.594456
.966956
.879455
.260702
.613944
.166572
.937405
.938003
.425929
.005409
.187038
.462364
.278476
.985297
.233657
.845198
.177060
.082357
.813277
.717665
.603362
.515411
.419892
.419817
.550814
.731969
.683837
.325412
.685585
.632579
.187051
.498920
.627110
.502691
.062100
.158510
.173809
.098364
.262777
.417711
.990408
. 777530
.347522
.696190
.757941
.261453
.354995

.634011
.778981
.868861
.215334
.107374
.576593
.897027
.667746
.662870
.882991
.590100
.237891
.035721
.367351
.875104
.757742
.531922
.465226
.514020
.497280
.183914
.879940
.282604
.700868
.009053
.001342
.901091
.912900
.396177
.634011
.778981
.868861
.215334
.107374
.576593
.897027
.667746
.662870
.590100
.882991
.237891
.367351
.035721
.875104
.757742
.531922
.465226
.514020
.001494
.495605
.495605
.001494
.700868
.009053
.282604
.084353
.259419
.259104
.375813



124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
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.071372
.104124
.774890
.241663
.680005
.249238
726372
.330627
.970029
.018883
.966739
.278800
.345274
. 768533
.770431
.961828
.348144
.980297
.762323
.362954
.349622
.393393
.985190
.369325
.631070
.036318
.070620
.876405
.841058
.671070
.680922
.755128
.564958
.723179
.804227
.859163
.599800
.016040
.002030
.017278
.930966
.947223
.092315
.932768
.127463
.411828
.806981
.524781
.811504
.112953
.618485
.494869
.109834
.355995
.683012
.861126
.792846
.917294
.049489

134

.393428
.488404
.050254
.544422
.030893
.451974
.177930
.543507
.208755
.104337
.298122
.133631
.213062
.368706
.751828
.835634
.359248
.992434
. 746174
.347151
.352745
.653129
.987903
.345179
.399303
.023350
.647201
.195223
.676099
.149336
.621433
.236810
.912100
.754663
.006625
.548459
.758413
.052037
.576756
.602269
.976074
.434475
.267202
.740032
.468706
.522896
.135006
.404794
.132394
.118102
.002612
.434756
.006788
.788809
.830564
.645947
.823776
.682246
453277
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-0
-0
-0
-0
-0

COR R R RP P

.442297
.286869
.760823
.580063
.926266
.740907
.687761
.647280
.565385
.528831
.706355
.245594
.054733
.403608
.473430
.406383
.514872
.515016
.476353
.514872
.515016
.476353
.514872
.515016
.476353
.473430
.406383
.442297
.286869
.259104
.375813
.245594
.403608
.054733
.565385
.706355
.528831
.740907
.647280
.687761
.760823
.926266
.580063
.084353
.259419
.930563
.668514
.930563
.668514
.930563
.668514
.591804
.827341
.591804
.827341
.591804
.827341
.963465
.963465



-0.963465
1.851867
1.851867
1.851867

-0.027595

-0.027595

-0.027595
0.894936
0.894936
0.894936

-1.074590

-1.074590

-1.074590
1.824473
1.824473
1.824473

-1.404595

-1.404595

-1.404595
1.811188
1.811188
1.811188

(Angstroms)

0.711760
1.507624
1.696004
-1.122550
-1.237186
-1.338667
-0.206298
0.577080
-0.022801
0.556835
1.443452
2.044369
-1.234081
-1.122301
-1.918521
-0.398328
0.499446
-0.364580

(Angstroms)

1.292765
1.316376

183 1 0 -0.132195 -1.135523
184 1 0 2.204284 1.031473
185 1 0 -0.208860 -2.424702
186 1 0 -1.995424 1.393229
187 1 0 -0.558948 1.892806
188 1 0 1.918692 -0.462340
189 1 0 -1.359744 -1.430466
190 1 0 2.232124 2.290826
191 1 0 0.867852 -3.078489
192 1 0 -3.099976 0.787663
193 1 0 1.084362 2.618820
194 1 0 1.725784 -2.248495
195 1 0 -2.8101406 -0.370325
196 1 0 0.469441 2.298667
197 1 0 1.755984 -1.555881
198 1 0 -2.225425 -0.742786
199 1 0 2.416674 3.337958
200 1 0 1.682419 -3.761880
201 1 0 -4.099093 0.423922
202 1 0 -0.744610 3.349425
203 1 0 3.272992 -1.0298061
204 1 0 -2.528382 -2.319564
(H20)6 Cl cc3-wwwl
Standard orientation:
Center Atomic Atomic Coordinates
Number Number Type X Y
1 1 0 -1.3620064 -1.179423
2 8 0 -1.279300 -0.606253
3 1 0 -0.320624 -0.595605
4 8 0 -1.334535 -1.335691
5 1 0 -1.638036 -0.418325
6 1 0 -0.383298 -1.294745
7 8 0 -1.576489 1.356480
8 1 0 -1.542476 0.731995
9 1 0 -2.275012 1.997761
10 1 0 1.658709 -0.797754
11 8 0 1.527184 -0.394812
12 1 0 2.146957 -0.828020
13 8 0 1.411114 -0.750141
14 1 0 1.322027 0.242870
15 1 0 2.076583 -0.898374
16 8 0 1.106411 1.707525
17 1 0 1.356516 1.427172
18 1 0 0.125639 1.795576
(H20) 8 D2d cc3-wwbl
Standard orientation:
Center Atomic Atomic Coordinates
Number Number Type X Y
1 8 0 1.948988 -0.000000
2 8 0 0.000000 1.945448
3 8 0 -1.948988 -0.000000

135
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.316376
.316376
.292765
.316376
.292765
.497221
.497221
.497221
.497221
.497221
.497221
.497221
.497221
.679595
.679595
.679595
.679595
.312045
.312045
.312045
.312045

(Angstroms)
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.000000 -1.945448
.945448 -0.000000
.000000 1.948988
.945448 0.000000
.000000 -1.948988
.382242 0.773819
.382242 -0.773819
.382242 -0.773819
.382242 0.773819
.773819 1.382242
.773819 1.382242
. 773819 -1.382242
.773819 -1.382242
.000000 2.840613
.000000 -2.840613
.840613 -0.000000
.840613 0.000000
.000000 2.040531
.000000 -2.040531
.040531 0.000000
.040531 -0.000000
Coordinates
X Y
.382727 2.328603
.640839 0.060664
.325266 -2.361778
.267882 -2.317366
.707993 0.033175
.372956 2.256701
.372956 2.256701
.707993 0.033175
.267882 -2.317366
.325266 -2.361778
.640839 0.060664
.382727 2.328603
.421465 2.287815
.770574 -1.508907
.192039 -0.778908
.192039 -0.778908
.770574 -1.508907
.421465 2.287815
.428912 2.510536
.459732 -2.492742
.888644 -0.017794
.888644 -0.017794
.459732 -2.492742
.428912 2.510536
.112157 0.920833
.258614 -2.289598
.853543 1.368765
.853543 1.368765
.258614 -2.289598
.112157 0.920833

.325055
.434194
.325055
.434194
.325055
.434194
.434194
.325055
.434194
.325055
.434194
.325055
.517897
.517897
.517897
.517897
.517897
.517897
.362222
.362222
.362222
.362222
.362222
.362222
.473540
.473540
.473540
.473540
.473540
.473540



.010304
.010304
.010304
.010304
.010304
.010304

cc3-rdim

Standard orientation:

(Angstroms)
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.405353 0.191391
.536927 -3.044817
.868426 2.853426
.868426 2.853426
.536927 -3.044817
.405353 0.191391
Coordinates
X Y
.329975 -1.375913
.601968 1.514348
.973412 4.437825
.612448 3.228247
.951324 -2.749723
.991178 -2.234154
.042011 -2.618945
.229497 -1.841874
.025159 -1.723751
.544880 -0.691432
.222787 -0.524978
.153536 0.674579
.398137 0.462722
.343270 1.379257
.988258 2.307677
.061437 1.653937
.014239 0.495430
.872763 1.019252
.307970 0.305322
444961 -0.836593
.907408 -1.479149
.205275 -0.654231
.243685 -1.549540
.501967 -1.785208
.537967 -2.501420
.343365 1.673833
.696869 1.201876
.644745 2.530845
.218954 2.847140
.188144 2.422846
.550064 3.679511
.315754 4.236267
.819989 4.899458
.747067 3.943931
.405668 3.064758
.939246 2.841488
.519638 4.583789
.019768 5.213790
.173642 5.147723
.656749 5.651581
.160971 4.125804
.599798 3.577538
.3661006 4.803804
.992635 4.032145
.963070 5.288416
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0

.699133
.769081
.699133
.769081
.416761
.459104
.287378
.873338
.625507
.304510
.160859
.716232
.057007
.062116
.397878
.846216
.989221
.422567
.809932
.376841
.133747
.395479
.241212
.535421
.698974
.773620
.019048
.753455
.991042
.241186
.883171
.521023
.225202
.287378
.416761
.459104
.873338
.625507
.304510
.160859
.716232
.057007
.062116
.397878
.846216



46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
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.936175
.418401
.819080
.997970
.536057
.672724
.779901
.204948
.102690
.121265
.389290
.808729
.689184
.019829
.595194
.010838
.833061
.911218
.859362
.938693
.652449
.655455
. 780667
.760316
.725239
.831811
.728480
.801395
.725529
.794167
.678656
.472638
.724613
. 733762
.712308
.610231
.985295
.030226
.961815
.404301
.694375
.361223
.951667
.713838
.399408
.355968
.408213
.808864
.011516
.297477
.377006
.257997
.161820
.650660
.342737
.749298
.269676
.209952
.522506
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.826794
.310201
.308387
.865822
.433092
.587591
.181960
.657447
.912755
.058522
.734619
.618292
.307549
.116651
.741576
.257610
.159860
.048695
.703085
.266234
.293403
.761433
.258317
.761049
.947275
.187823
.391233
.025601
.513821
.557517
.054070
.804419
.588990
.371108
.895268
.098929
.080206
.736204
.016501
.332314
.379867
.324706
.016291
.791280
.341206
.316022
.588587
.759419
.492355
.537287
.137054
.943790
.314383
.419087
.676016
.028613
.712844
.154079
.775628
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.989221
.809932
.422567
.376841
.395479
.133747
.241212
.535421
.698974
.773620
.019048
.041113
.349540
.349540
.041113
.521023
.225202
.883171
.205387
.423930
.314066
.40448¢6
.443164
.323942
.811326
.593555
.931781
.941747
.919041
.896207
.816093
.892001
.918395
.449231
.303591
.639897
.231700
.180994
.184709
.182757
.193765
.184709
.182757
.193765
.184709
.182757
.193765
.231700
.180994
.443164
.323942
.314066
.40448¢6
.449231
.639897
.303591
.816093
.918395
.892001



105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
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-2
-3
-2
-3
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.317626
.415867
.778370
.921846
.804705
.210856
.143309
.091346
.989520
.356563
.403922
.709013
.856219
.004174
.869403
.222100
.307579
.992565
.798340
.371238
.566038
.463783
435277
.297019
.446991
.234685
.669218
.078064
.053683
.889569
.977164
.098367
.995622
.709859
.005391
.789078
.356992
.930423
.514149
.075173
.192318
.461882
.326592
.653050
.002672
.030039
.910446
.817275
.078144
.137322
.647085
.042666
.533185
.119021
.210035
.503899
.948331
.934565
.995144
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1
-0
-1

0.
-0

1.
-0
-1

0.

0.
1.
0.

.304905
.930629
.483313
.833764
.192524
.546331
.961797
.446049
. 742595
.061912
.123285
.190898
.211266
.838462
.555839
.732356
.936495
.800383
.040260
.456291
.126603
.632420
.411335
.872239
.029229
.108442
.778861
.322224
.327639
.615523
.183061
.942352
.339822
.741915
.490040
.324987
.315034
.607333
.024994
.364126
.415616
.369184
.978657
.739598
.741287
.820185
.349614
.447051
.278970
.376005

113511

.358509

198709

.279304
.373112

030508
341225
434911
028791
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=
[@>2aNe]
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.941747
.896207
.919041
.811326
.931781
.593555
.205387
.423930
.769081
.699133
.041113
.349540
.991042
.241186
.753455
.773620
.019048
.716232
.057007
.304510
.160859
.241212
.698974
.535421
.376841
.133747
.395479
.989221
.422567
.809932
.062116
.846216
.397878
.873338
.625507
.287378
.416761
.459104
. 753455
.991042
.241186
.883171
.521023
.225202
.205387
.423930
.314066
.404486
.443164
.323942
.811326
.593555
10.
10.
10.
11.
.816093
.918395
.892001

931781
941747
896207
919041



164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222
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.384423
.461606
.952968
. 794159
.018710
.356563
.989520
.329975
.601968
.356992
.930423
.789078
.709859
.005391
.371238
.566038
.992565
.798340
.977164
.995622
.098367
.078064
.053683
.889569
.446991
.234685
.669218
.463783
.297019
.435277
.222100
.307579
.869403
.856219
.004174
.911218
.010838
.833061
.042011
.951324
.991178
.229497
.025159
.544880
.222787
.153536
.398137
.343270
.988258
.061437
.014239
.307970
.872763
.444961
.205275
.907408
.243685
.501967
.537967
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-0.
-1.

0.
-0.
.756150
-3.
.742595
.375913
.514348
.315034
.607333
.324987
.741915
.490040
.456291
.126603
.800383
.040260
.183061
.339822
.942352
.322224
.327639
.615523
.029229
.108442
.778861
.632420
.872239
.411335
.732356
.936495
.555839
.211266
.838462
.048695
.257610
.159860
.618945
.749723
.234154
.841874
.723751
.691432
.524978
.674579
.462722
.379257
.307677
.653937
.495430
.305322
.019252
.836593
.654231
.479149
.549540
.785208
.501420

-1

-4
-1

047979
133344
422912
679213

061912

o

-0

.449231
.303591
.639897
.231700
.180994
.699133
.769081
.699133
.769081
.416761
.459104
.287378
.873338
.625507
.304510
.160859
.716232
.057007
.062116
.397878
.846216
.989221
.422567
.809932
.376841
.133747
.395479
.241212
.535421
.698974
.773620
.019048
.753455
.991042
.241186
.883171
.521023
.225202
.287378
.416761
.459104
.873338
.625507
.304510
.160859
.716232
.057007
.062116
.397878
.846216
.989221
.809932
.422567
.376841
.395479
.133747
.241212
.535421
.698974



223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249
250
251
252
253
254
255
256
257
258
259
260
261
262
263
264
265
266
267
268
269
270
271
272
273
274
275
276
277
278
279
280
281
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.343365
.696869
.403922
.709013
.689184
.808729
.326592
.653050
.461882
.002672
.030039
.910446
.817275
.078144
.137322
.647085
.042666
.533185
.119021
.503899
.210035
.948331
.995144
.934565
.384423
.461606
.952968
. 794159
.018710
.361223
.951667
.713838
.399408
.355968
.408213
.961815
.404301
.694375
.985295
.030226
.780667
.760316
.652449
.655455
.733762
.610231
.712308
.678656
.724613
.472638
.801395
.794167
.725529
.725239
.728480
.831811
.859362
.938693
.612448
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.673833
.201876
.123285
.190898
.307549
.618292
.978657
.739598
.369184
.741287
.820185
.349614
.447051
.278970
.376005
.113511
.358509
.198709
.279304
.030508
.373112
.341225
.028791
.434911
.047979
.133344
.422912
.679213
.756150
.324706
.016291
.791280
.341206
.316022
.588587
.016501
.332314
.379867
.080206
.736204
.258317
.761049
.293403
.761433
.371108
.098929
.895268
.054070
.588990
.804419
.025601
.557517
.513821
.947275
.391233
.187823
.703085
.266234
.228247

-1

-1.

=7

-9.
-9.

-10.

-11

-10.
-10.
-11.
-10.
-9.
-9.
-9.

-8
-8

=-7.
-9.
-9.
-9.
-9.
-9.
-9.

.773620
019048
.041113
349540
349540
.041113
.521023
.225202
.883171
.205387
.423930
.314066
.404486
.443164
.323942
811326
.593555
931781
941747
919041
896207
816093
892001
918395
.449231
.303591
639897
231700
180994
184709
182757
193765
184709
.182757
.193765
.184709
.182757
.193765
.231700
.180994
.443164
.323942
.314066
.404486
.449231
.639897
.303591
.816093
.918395
.892001
.941747
.896207
.919041
.811326
.931781
.593555
.205387
.423930
.769081



282 7 0 -0.973412
283 7 0 2.595194
284 7 0 2.019829
285 6 0 -4.075173
286 1 0 -4.192318
287 6 0 -3.514149
288 6 0 -3.121265
289 1 0 -2.389290
290 6 0 -3.160971
291 1 0 -2.599798
292 6 0 -2.173642
293 1 0 -2.656749
294 6 0 -1.779901
295 1 0 -1.102690
296 1 0 -1.204948
297 6 0 -2.997970
298 1 0 -2.672724
299 1 0 -3.536057
300 6 0 -3.936175
301 1 0 -4.819080
302 1 0 -3.418401
303 6 0 -4.366106
304 1 0 -4.963070
305 1 0 -4.992635
306 6 0 -0.519638
307 1 0 -1.019768
308 6 0 0.747067
309 6 0 1.405668
310 1 0 0.939246
311 6 0 2.644745
312 6 0 3.218954
313 1 0 4.188144
314 6 0 2.5506064
315 6 0 1.315754
316 1 0 0.819989
317 6 0 3.143309
318 1 0 4.091346
319 6 0 3.257997
320 1 0 4.161820
321 6 0 2.297477
322 1 0 1.377006
323 6 0 2.921846
324 1 0 2.210856
325 1 0 3.804705
326 6 0 3.317626
327 1 0 2.415867
328 1 0 3.778370
329 6 0 4.269676
330 1 0 5.209952
331 1 0 4.522506
332 6 0 3.650660
333 1 0 2.749298
334 1 0 4.342737
335 6 0 0.808864
336 1 0 -0.011516
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.437825
. 741576
.116651
.364126
.415616
.024994
.058522
. 734619
.125804
.577538
.147723
.651581
.181960
.912755
.657447
.865822
.587591
.433092
.826794
.308387
.310201
.803804
.288416
.032145
.583789
.213790
.943931
.064758
.841488
.530845
.847140
.422846
.679511
.236267
.899458
.961797
.446049
.943790
.314383
.537287
.137054
.833764
.546331
.192524
.304905
.930629
.483313
.712844
.154079
.775628
.419087
.028613
.676016
.759419
.492355

.699133
.041113
.349540
.991042
.241186
.753455
.773620
.019048
.716232
.057007
.304510
.160859
.241212
.698974
.535421
.376841
.133747
.395479
.989221
.422567
.809932
.062116
.846216
.397878
.873338
.625507
.287378
.416761
.459104
.753455
.991042
.241186
.883171
.521023
.225202
.205387
.423930
.314066
.404486
.443164
.323942
.811326
.593555
.931781
.941747
.896207
.919041
.816093
.918395
.892001
.449231
.303591
.639897
.231700
.180994

(CC3-R)2 w-to-a C3 cc3-rdimb
Standard orientation:
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Center
Number

Coordinates

(Angstroms)
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.988254
.857197
.093272
.025928
.199144
.929120
.869793
.216528
.971152
.365262
.148268
.023038
.237322
.626811
577991
.866869
.300723
.180656
.482452
.636559
.311713
.462778
.292223
.542947
.228952
.180477
.823090
.098293
.450755
.991103
.406363
.991815
. 741996
.629073
.678593
.426361
.283818
.967479
.820586
. 422574
.816463
.184855
.551609
.811759
.132008
.476218
.875564
.002103
.474197
137177
.111434
.745430
.136327
.456240
.769140
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.360432
.552397
.379994
.148303
.762324
.784457
.276454
.127159
.622174
.095276
.437829
.658473
.275146
.528631
.918282
.885942
.661105
.257238
.335477
.102577
.916337
.502484
.229334
.834929
. 794057
.385063
.057741
.309808
.292447
.273581
.347087
.389378
.644464
377911
.341454
.120498
.429778
.596362
.347785
.425870
.362487
.261293
.434658
.455383
.510991
.650494
.568992
.666669
.640167
.770250
.530196
.567799
.468996
.523593
.265811
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.274098
.008100
.414868
.787308
.367453
.621135
.095232
.083738
.137499
.192068
.329117
.688085
.57944¢6
.609134
.989878
.249053
.167931
.614353
.015901
.327007
.612009
.230821
.743602
.624251
.378324
.224505
.019057
.645286
.748676
763771
.095232
.367453
.621135
.275385
.907453
.622343
.597266
.822855
.668572
.763573
.831904
.711289
.174663
.982242
.297715
.244307
.195032
.204744
.085040
.187539
.117697
.742817
.594408
.910441
.669233



56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114

<~ 4J4rookRbkrkFkFoyoRkPrRkrooRkrFoFPFFORFFORFORFOFOORFODODHFOOLORFORFPRPOODRREFORRPRPORRFRPODRFRRORFRPORFRPODOOR O JJJF

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.280243
.371090
.782118
.513893
.770372
.210695
.964530
.915524
.387814
.791677
.888862
.315775
.730007
.269139
.248650
.403325
.647749
.332733
.699892
.899927
.484350
.241306
.9775009
.967366
.530810
.780403
.599935
.285293
.536570
.792671
.812876
.244795
.554488
.355275
.817231
.759940
.973427
.207337
.968587
.911900
.553097
.095269
.417407
.540873
.632277
.190696
.969292
.362705
.011605
.785073
.459961
.060650
.340555
.663941
.202412
.816463
.256445
.973797
.373449
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.249825
.533844
.902094
.018553
.458338
.976193
.587555
.162271
.170208
.816054
.849188
.343100
.729990
.213344
.099790
.693383
.619721
.968590
.960171
.518045
.090986
.972166
.585554
.721481
.192240
.092561
.483149
.018155
. 623541
.151702
.428921
.331825
.990457
.161539
.472079
.268640
.861136
.214855
.241687
.809285
.932046
.365286
.224485
.129544
.100674
.215208
.133987
.984439
.956166
.570119
.749923
.285072
.807150
.693702
.825721
.355990
.395981
.854881
.546379
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.596127
.008100
.274098
.008100
.274098
.748676
.763771
. 645286
.224505
.019057
.688085
.57944¢6
.192068
.329117
.743602
.378324
.624251
.327007
.612009
.230821
.167931
.614353
.015901
.609134
.249053
.989878
.083738
.137499
.095232
.367453
.621135
.275385
.907453
.622343
.645286
.748676
.763771
.224505
.019057
.688085
.579446
.192068
.329117
.743602
.378324
.624251
.327007
.230821
.612009
.167931
.015901
.614353
.609134
.249053
.989878
.083738
.137499
.414868
.787308
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121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
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143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
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.347521
.880525
.233081
.781636
.873868
.246158
.866230
.309560
.812152
.820231
.282815
.250306
.898329
. 740586
.765555
.042505
.260671
.255601
.345007
.833721
.828545
.304453
.145666
.846820
.454552
.384592
.510394
.933561
.864934
.376983
.455663
.519658
.866589
.522102
.077680
.174309
.003768
.097960
.488974
.610422
.083115
.689426
.168126
.781404
.303456
.233573
.289337
.385107
.040402
.698697
.391422
.086570
.037660
.101249
.472109
.347521
.643716
.720247
.487294

145

[
[@ING2NON)

NP OOOWRERERND®dWWEDNMNNWENMNOREF WNWNRE O

.694682
.234875
.649003
.041041
.953914
.495006
.503782
.500857
.483152
.623910
.627519
.224480
.573389
.188954
.417297
.864639
.437866
.286736
.393585
.295852
.691789
. 713692
.329471
.399215
.516190
.199345
.295327
.296564
.099419
.205649
.339794
.298764
.089678
. 956770
.665026
.733635
.986397
.888812
.848642
.909022
.259588
.853064
.182688
.926903
.066102
.923781
.067791
.006858
.531308
.659138
.699945
.028772
.924784
.100144
.160172
.648703
. 729579
.528822
.420673
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.787308
.414868
.907453
.622343
.275385
.597266
.822855
.668572
.763573
.831904
.711289
.174663
.982242
.297715
.244307
.204744
.195032
.085040
.117697
.187539
.742817
.594408
.910441
.669233
.596127
.641209
.639409
. 644431
.641209
.639409
.644431
.641209
.639409
. 644431
.669233
.596127
.831904
.711289
.668572
.763573
.742817
.910441
.594408
.085040
.187539
.117697
.244307
.195032
.204744
.174663
.297715
.982242
.597266
.822855
.450667
.719230
.305179
.823867
.392549
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175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201
202
203
204
205
206
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208
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211
212
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215
216
217
218
219
220
221
222
223
224
225
226
227
228
229
230
231
232
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.289586
.172320
.603641
.315002
.927506
.653380
.645840
.913200
.094054
.809991
.211518
.134744
. 721456
.376149
.412738
.168358
.189694
.967133
.264104
.862622
.775530
.410628
.812172
.296436
.874046
.307193
.840011
.638399
.365082
.343678
.993057
.976497
.763162
.370639
.039089
.369378
.639550
.067342
.300073
.705850
.899712
.233071
.399738
.917119
.631205
.496652
.207870
.537245
.924061
.462305
.857974
.199655
.366760
.852134
.838869
.429435
.204270
.004909
.330655
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-0
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.456719
.987278
.920398
.473073
.988688
.386937
.666967
.231748
.633362
.109171
.047010
.678680
.342578
.306886
.005743
.756428
.453373
.040265
.591272
.528999
.552857
.209888
.578213
.634122
.617991
.753671
.809749
.120506
. 739259
.622124
.350375
.831072
.092644
.812786
.944477
.827752
.630273
.116026
.192679
.258133
.396552
.256595
.552866
.341248
.528362
.269315
.098251
.937618
.032236
.482107
.390270
.023389
.220995
.625314
.060823
.671711
.313976
.219719
.604800

.129597
.688533
.680695
.644648
.508114
.393552
.998313
.086783
.051703
.656435
.928012
.454638
.221218
.586344
.958628
.213087
.881653
.910505
.008658
.280216
.529700
.724849
.137039
.053230
.054678
.688533
.392549
.129597
.476084
.854659
.127989
.134728
.913275
.052899
.910267
.886468
.092945
.445672
.221128
.699377
.391839
.236116
.353381
.746614
.556286
.795930
.077413
.303617
.904021
.979556
.128708
.719230
.450667
.719230
.450667
.053230
.054678
.137039
.529700
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261
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272
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.717209
.584817
.940252
.356578
.972509
.747456
.856943
.076157
.860782
.133085
.493938
.082560
.864156
.505900
.697633
.342623
.561718
.227318
.984243
.134873
.352717
.348813
.689727
.965012
.771007
.192737
.132999
.330224
.555125
.306581
.230657
.853452
.284084
.625889
.714589
.719565
.340261
.273520
.683632
.301443
.217304
.882049
.585612
.791687
.131105
.751727
.830959
.299245
.051768
.550148
.829901
.408052
.308690
. 764064
.054809
.440029
.193864
.487289
.069536
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.249330
.392797
.906728
.163613
.625338
.589745
.109628
.122433
.592364
.622092
.123017
.822057
.796088
.345223
.398134
.840325
.853113
.715018
.241387
.740949
.230422
.577225
.283876
.840747
.901225
.358493
.305833
.931967
.948057
.960558
.274170
.325020
.825075
.761599
.450520
.580629
.468839
.413379
.330356
.134335
.856623
.961663
.546490
.235228
.206685
.256058
.794620
. 768314
.290761
.091392
.620214
.020340
.218623
.449149
.544617
.028211
.078697
.878691
.891741

.724849
.998313
.086783
.508114
.393552
.910505
.280216
.008658
.958628
.213087
.881653
.454638
.221218
.586344
.051703
.928012
.656435
.680695
.644648
.688533
.392549
.129597
.476084
.854659
.127989
.137039
.053230
.054678
.529700
.724849
.998313
.086783
.508114
.393552
.910505
.280216
.008658
.958628
.881653
.213087
.454638
.586344
.221218
.051703
.928012
.656435
.680695
.644648
.305179
.823867
.823867
.305179
.854659
.127989
.476084
.134728
.913275
.052899
.910267
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.886468
.092945
.445672
.221128
.699377
.391839
.353381
.236116
.746614
.795930
.556286
.077413
.303617
.904021
.979556
.128708
.960037
.965690
.001880
.960037
.965690
.001880
.960037
.965690
.001880
.979556
.128708
.886468
.092945
.052899
.910267
.077413
.904021
.303617
.746614
.556286
.795930
.391839
.236116
.353381
.445672
.699377
.221128
.134728
.913275

Number

cc3-rdim9

Standard orientation:

(Angstroms)

148

.999619 1.004091
.329709 -0.029219
.598254 1.464409
.281003 0.761608
.174551 2.446319
.123407 1.544999
.508792 1.899877
.5349006 0.537650
.584216 2.453751
.677712 2.491608
.237279 3.478611
.019150 1.961022
.410751 0.960560
.320075 2.614269
.880720 0.025340
.365047 -0.952108
.401569 0.017135
.675106 1.217147
.222690 2.156126
.715624 1.205227
.391633 -0.023915
.478605 -0.019182
.685945 -1.222362
.716527 -1.193232
.255915 -2.136944
.418415 -2.507447
.507073 -2.438162
.630241 -4.831843
.690159 -4.601054
.116650 -5.691477
.030447 -5.836218
.811280 -7.059273
.396014 -7.646505
.873506 -6.898178
.667097 -7.794999
.606074 -8.006973
.181060 -8.760923
.223695 -6.941551
.301835 -6.794245
.109054 -7.452743
.530912 -5.580434
.468701 -5.704452
.980930 -4.954287
.463532 -4.859283
.569298 -5.171341
Coordinates
X Y
.248500 -3.589567
.572252 -4.633516
.952895 -4.477559
.258128 -2.942850
.967932 -1.694562
.975148 -2.750008

.873944
.129856
.760726
.419873
.833158
.573303



10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
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30
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34
35
36
37
38
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40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
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.546750
.146904
771151
.866561
.469955
.750679
.129746
.397904
.611316
.973505
.624401
.346547
.995122
.735421
.624913
.397027
.092701
.502526
.863592
.108660
.580820
.109629
. 753153
.324126
.920537
.451499
.369151
.821944
. 644272
.169052
.417692
.306081
.640042
.481347
.657291
.792065
.317431
.589949
.138959
.848136
.007969
.330027
.825858
.710116
.178165
.171062
.329655
.877135
.022486
.265585
.726617
.484407
.298868
. 732907
.537111
.221656
.950139
.980896
.258171
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.324628
.347199
.961917
.507876
.970981
.429423
.928569
.488118
.136059
.975795
.302360
.036456
.868365
.385351
.967633
.888922
.328851
.809806
.647127
.659478
.252249
.920583
.072121
.955564
.409262
.589049
.067575
.427445
.091584
.748703
.635978
.026016
.632527
.922141
.334770
.011092
.597097
.389336
.879811
.027397
.733211
.179838
.324225
.681196
.359669
.066392
.755371
.243666
.686762
.483959
.812343
.608067
.821173
.018500
.017785
.331055
.999324
.423842
.129129
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.118266
.105202
.065925
.928666
.809445
.411721
.501510
.462523
.060745
.335812
.875295
.638955
.009831
.389317
.652048
.309030
.343458
.445711
.718895
.950157
.151215
.563665
.475660
.467575
.118266
.833158
.573303
.921759
.292912
.569099
.587155
.360587
.493674
.399434
.350338
.474011
.007922
.800120
.133683
.109193
.056544
.080697
.028981
.922082
.974094
.386341
.536561
.204881
.541886
.606673
.129856
.873944
.129856
.873944
.475660
.467575
.563665
.950157
.151215
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75
76
77
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79
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96
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99
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102
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105
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107
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110
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112
113
114
115
116
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119
120
121
122
123
124
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.826679
.069419
.470654
.203993
.568569
.592734
780177
.662166
.721691
.401442
.011829
. 786501
.316643
.919923
.688438
.874350
.459282
.313495
.626214
.516433
.394003
.557282
.721280
.527972
.840510
.783958
.897530
.089556
.838991
.577358
.199165
.337216
.673948
.661271
.456326
.282702
.397587
.798469
.346604
.636229
.311765
.133049
.317827
.661943
.485666
.606186
.084646
.354128
.677647
.419519
.401233
.365552
.697023
.379226
.857695
.773647
.831907
.637347
.082666
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-1
-0
-0

-0

=
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-1

.230844
.808699
. 736453
.124535
.208809
.535558
.804205
.427645
.489109
.886373
.923977
.050398
.528035
.454680
.830978
.097444
.898898
.380846
. 733890
.283611
.817583
.157597
.469773
.386780
.921259
.054336
.624509
.235636
.123119
.198579
.119871
.228577
.153553
.879958
.888431
.994399
.042294
.002549
.521476
.378382
.340330
.986058
.033439
.144818
.038614
.551699
.418928
.318502
.484171
.427022
.796062
.621811
.361923
.730153
.141819
.216167
.836105
.919889
.133897
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.411721
.501510
.928666
.809445
.343458
.718895
.445711
.389317
.652048
.309030
.875295
.638955
.009831
.462523
.335812
.060745
.105202
.065925
.118266
.833158
.573303
.921759
.292912
.569099
.563665
.475660
.467575
.950157
.151215
.411721
.501510
.928666
.809445
.343458
.718895
.445711
.389317
.309030
.652048
.875295
.009831
.638955
.462523
.335812
.060745
.105202
.065925
.760726
.419873
.419873
.760726
.292912
.569099
.921759
.587155
.360587
.493674
.399434
.350338
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129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161l
162
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164
165
166
167
168
169
170
171
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173
174
175
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179
180
181
182
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.235766
.639918
.096251
.429494
.143947
.516910
.335117
.889869
.962743
.775118
.339180
.515151
.845741
.838047
.149989
.381821
.869905
.569658
.501982
.376407
.446608
.879839
.506501
.876950
.815561
.884405
.425375
.443701
.191865
.156001
.168118
.968606
.185495
.064011
.065002
.784578
.295811
.327147
.186883
.322487
.290535
.506302
.440003
.467566
.732907
.298868
.401233
.419519
.451499
.369151
.920537
.606186
.084646
.337216
.673948
.577358
.199165
.317827
.485666
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.953572
.574431
.048293
. 644538
.318885
.659995
.761628
.017203
.804588
.104507
.579050
.494119
.101890
.457882
.511977
.218156
.087097
.918857
.305770
.209812
.399935
.087614
.296909
.318792
.228880
.971983
.468667
.057520
.468632
.842031
.645441
.345556
.261252
.341429
.785703
.164257
.346282
.971584
.839832
.171528
.524349
.437630
L1797
.242183
.018500
.821173
.796062
.427022
.589049
.067575
.409262
.551699
.418928
.228577
.153553
.198579
.119871
.033439
.038614

.474011
.007922
.800120
.133683
.109193
.080697
.056544
.028981
.974094
.922082
.386341
.536561
.204881
.541886
.606673
.580710
.582669
.574423
.580710
.582669
.574423
.580710
.582669
.574423
.541886
.606673
.350338
.474011
.493674
.399434
.386341
.204881
.536561
.028981
.922082
.974094
.109193
.056544
.080697
.007922
.133683
.800120
.587155
.360587
.873944
.129856
.760726
.419873
.833158
.573303
.118266
.105202
.065925
.928666
.809445
.411721
.501510
.462523
.060745



184
185
186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222
223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
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.661943
.636229
.133049
.311765
.397587
.346604
.798469
.661271
.282702
.456326
.089556
.838991
.840510
.783958
.897530
.626214
.516433
.394003
.557282
.721280
.527972
.440003
.467566
.191865
.156001
.425375
.443701
.322487
.506302
.290535
.295811
.327147
.186883
.064011
.065002
.784578
.168118
.185495
.968606
.815561
.884405
.572252
.248500
726617
.484407
.753153
.324126
.109629
.108660
.580820
.750679
.129746
.866561
.469955
.092701
.863592
.502526
.735421
.624913
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.144818
.378382
.986058
.340330
-0.
.521476

0.
-0.
.994399
-1.
.235636
.123119
.921259
.054336
.624509
.733890
.283611
.817583
.157597
.469773
.386780
L7797
.242183
.468632
.842031
.468667
.057520
.171528
.437630
.524349
.346282
.971584
.839832
.341429
.785703
.164257
.645441
.261252
.345556
.228880
.971983
.633516
.589567
.812343
.608067
.072121
.955564
.920583
.659478
.252249
.429423
.928569
.507876
.970981
.328851
.647127
.809806
.385351
.967633

042294

002549
879958

888431

-11

-10.
.638955
-10.
.389317

-11

-11

-11.
.309030
.343458
-9.
.718895

-12
-10

-10

=7.
=7.
.563665
-8.
.467575
.118266
.833158
.573303
.921759
.292912
.569099
.587155
.360587
.493674
.399434
.350338
.474011
.007922
.800120
.133683
.109193
.056544
.080697
.028981
.922082
.974094
.386341
.536561
.204881
.541886
.606673
.129856
.873944
.129856
.873944
.475660
.467575
.563665
.950157
.151215
.411721
.501510

=7

-8

-9.
-10.
.343458
.718895

-10
-10

-9.
.389317
.652048

-11
-11

.335812

875295

009831

652048

445711

950157
151215

475660

928666
809445

445711



243
244
245
246
247
248
249
250
251
252
253
254
255
256
257
258
259
260
261
262
263
264
265
266
267
268
269
270
271
272
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275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294
295
296
297
298
299
300
301
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.397027
.624401
.346547
.995122
.397904
.973505
.611316
.146904
771151
.546750
.967932
.975148
.379226
.365552
.697023
.950139
.537111
.221656
.980896
.258171
.826679
.069419
.470654
.203993
.568569
.592734
780177
.662166
.401442
.721691
.011829
.316643
. 786501
.919923
.688438
.874350
.459282
.313495
.952895
.258128
.677647
.354128
. 644272
.169052
.821944
.417692
.306081
.640042
.481347
.657291
.792065
.317431
.589949
.138959
.848136
.330027
.007969
.825858
.178165
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.888922
.302360
.036456
.868365
.488118
.975795
.136059
.347199
.961917
.324628
.694562
.750008
.730153
.621811
.361923
.999324
.017785
.331055
.423842
.129129
.230844
.808699
.736453
.124535
.208809
.535558
.804205
.427645
.886373
.489109
.923977
.528035
.050398
.454680
.830978
.097444
.898898
.380846
.477559
.942850
.484171
.318502
.091584
.748703
.427445
.635978
.026016
.632527
.922141
.334770
.011092
.597097
.389336
.879811
.027397
.179838
.733211
.324225
.359669

.309030
.875295
.638955
.009831
.462523
.335812
.060745
.105202
.065925
.118266
.833158
.573303
.921759
.292912
.569099
.563665
.475660
.467575
.950157
.151215
.411721
.501510
.928666
.809445
.343458
.718895
.445711
.389317
.309030
.652048
.875295
.009831
.638955
.462523
.335812
.060745
.105202
.065925
.760726
.419873
.419873
.760726
.292912
.569099
.921759
.587155
.360587
.493674
.399434
.350338
.474011
.007922
.800120
.133683
.109193
.080697
.056544
.028981
.974094
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.922082
.386341
.536561
.204881
.541886
.606673
.580710
.582669
.574423
.580710
.582669
.574423
.580710
.582669
.574423
.541886
.606673
.350338
.474011
.493674
.399434
.386341
.204881
.536561
.028981
.922082
.974094
.109193
.056544
.080697
.007922
.133683
.800120
.587155
.360587

Center
Number

(Angstroms)
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.710116 -5.681196
.171062 -6.066392
.329655 -6.755371
.877135 -6.2436606
.022486 -2.686762
.265585 -3.483959
.501982 -1.305770
.376407 -0.209812
.446608 -0.399935
.879839 1.087614
.506501 1.296909
.876950 2.318792
.381821 0.218156
.869905 -1.087097
.569658 -1.918857
.838047 0.457882
.149989 1.511977
.082666 -0.133897
.235766 0.953572
.831907 -0.836105
.637347 -1.919889
.339180 -0.579050
.845741 -1.101890
.515151 0.494119
.889869 -1.017203
.775118 -2.104507
.962743 -0.804588
.143947 -0.318885
.335117 0.761628
.516910 -0.659995
.639918 -0.574431
.429494 -1.644538
.096251 -0.048293
.857695 -1.141819
.773647 -2.216167
Coordinates
X Y
.507979 1.559482
.738332 3.819290
.373631 5.382928
.534724 3.674883
.294115 -0.473874
.834792 0.434587
.6862604 -0.562807
.811637 0.519926
.305524 0.339106
.613793 2.513477
.963941 2.234237
.154764 3.895193
.753111 4.147919
.374880 4.955403
.077894 5.933394
.703173 4.733282
.822589 4.981625

O OO ONRFOOORFRENDdWWIRF P

.927841
.642514
.037456
.353758
.975447
.228753
.715862
.718926
.758207
.838390
.005001
.328721
.222407
.243905
.640141
.596902
.246779



18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
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62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
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.932972
.485973
.239705
.280044
.619193
.059964
.722464
.314599
.382089
.107548
.964955
.008046
.312369
.355727
.736671
.793759
777368
.576637
.307164
.195688
.271513
.893263
.977493
.192513
.894657
.637662
.113465
.708076
.381665
.699223
.726400
.074858
.162695
.860086
.634002
.439806
.154404
.416067
. 467252
.938436
.903438
.676768
.604541
.986470
.479937
.926442
.270246
.106805
.295954
.215648
.130162
.047064
.820988
.812330
.966328
.000001
.509276
.076968
.402919
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.735710
.279083
.602496
.615074
.333118
.550727
. 765397
.553037
.996754
.226872
.936281
.443833
.043931
.473802
.955750
.969759
.406060
.403895
. 782686
.896690
.816902
.846789
.652781
.081400
.240237
.617916
.062870
.405698
.120235
.311114
.479189
.883924
.769892
.955366
.352060
.528362
.871045
.844745
.168527
.281110
.683765
.461820
.124283
.714948
.792485
.803816
.061327
.804652
.545728
.190274
.252400
.549992
.52344¢6
.245122
.204523
.204991
.112240
.532923
.533322

O 0 OO B D WNEDNDWWDNDO
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o

.033047
.577229
.757234
.099247
.624016
.337259
.186520
.034615
.847187
.642180
.259152
.379483
.422063
.715862
.975447
.228753
.875739
.508552
.218697
.203884
.424712
.308661
.398466
.442206
.323851
.807188
.592781
.926782
.931472
.885929
.906946
.801799
.903714
.873074
.437789
.292575
.625439
.233313
.178475
.642514
.927841
.642514
.927841
.379483
.422063
.259152
.847187
.642180
.328721
.222407
.838390
.005001
.337259
.034615
.186520
.757234
.099247
.624016
.246779



77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
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110
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112
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114
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118
119
120
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123
124
125
126
127
128
129
130
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132
133
134
135
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.000785
.328833
.104065
.247556
.099523
.455549
.359088
.330537
.557444
.041033
.427076
.102203
.795510
.891397
.978424
.792306
.652335
.214353
.450718
.968759
.483631
.916877
.238976
.502269
.756136
.239706
.696161
.770768
.225508
.814806
.933757
.478945
.950729
.177417
.356088
.946436
.848568
.449904
.915180
.474937
.525566
.488346
.204444
.838502
.307316
.510099
.884198
.496878
.090850
.184089
.441307
.535510
.357137
.840368
.981999
.365107
.185617
.810271
.684072
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.005959
.256559
.266459
.573683
.498257
.560937
.032221
.910995
.481876
.404346
.876250
.702565
.259306
.132465
.728885
.251446
.064573
.577780
.650535
.042355
.738923
.315755
.972719
.692085
.439126
.602495
.199805
.497166
.551697
.977476
.270249
.311056
.840401
.564863
.041011
.693115
.367890
.374357
.300526
.015038
.701330
.523380
.529810
.412849
.441263
.149806
.113831
.373979
.394914
.256727
.433171
.223612
.229586
.110514
.261102
.011108
.732827
.011997
.126968
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.033047
.577229
.243905
.596902
.640141
.718926
.758207
.715862
.975447
.228753
.875739
.508552
.218697
.259152
.379483
.422063
.847187
.642180
.328721
.222407
.838390
.005001
.337259
.034615
.186520
.757234
.624016
.099247
.246779
.577229
.033047
.243905
.596902
.640141
.718926
.758207
.037456
.353758
.353758
.037456
.508552
.218697
.875739
.203884
.424712
.308661
.398466
.442206
.323851
.807188
.592781
.926782
.931472
.906946
.885929
.801799
.873074
.903714
.437789



136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
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167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
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.299850
.393727
.255588
.010399
.101603
.288549
.304491
.196348
.100751
.943352
.297951
.187798
.361139
.671655
.477651
.304365
.985507
.616836
.906705
.050070
.239323
. 739656
.290249
.647576
.325531
.975472
.681222
.113968
.546427
.827434
.327842
.642814
.035803
.903438
.938436
.848568
.449904
.557444
.041033
.330537
.455549
.359088
.130162
.047064
.295954
.215648
.104065
.099523
.247556
.402919
.000785
.328833
.000001
.509276
.076968
.820988
.966328
.812330
.270246
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.145064
.935779
.782697
.854941
.862734
.527094
.913491
.385383
.852369
.539002
.522649
.379463
.452493
.062048
.313586
.707421
.845323
.696983
.538950
.225092
.935266
.383298
.872816
.757895
.222539
.890649
.050012
.368675
.361189
.182086
.629699
.483841
.375639
.683765
.281110
.367890
.374357
.481876
.404346
.910995
.560937
.032221
.252400
.549992
.545728
.190274
.266459
.498257
.573683
.533322
.005959
.256559
.204991
.112240
.532923
.523446
.204523
.245122
.061327
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.292575
.625439
.233313
.178475
.187397
.185421
.196016
.187397
.185421
.196016
.187397
.185421
.196016
.233313
.178475
.442206
.323851
.308661
.398466
.437789
.625439
.292575
.801799
.903714
.873074
.931472
.885929
.906946
.807188
.926782
.592781
.203884
.424712
.927841
.642514
.037456
.353758
.975447
.228753
.715862
.718926
.758207
.838390
.005001
.328721
.222407
.243905
.640141
.596902
.246779
.033047
.577229
.757234
.099247
.624016
.337259
.186520
.034615
.847187



195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222
223
224
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226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249
250
251
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253
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.106805
.926442
.986470
.479937
.686264
.294115
.834792
.204444
.525566
.488346
.838502
.307316
.510099
.884198
.496878
.090850
.184089
.441307
.535510
.357137
.981999
.840368
.365107
.810271
.185617
.684072
.299850
.393727
.255588
.010399
.676768
.604541
.738332
.507979
.978424
.792306
.891397
.652335
.214353
.450718
.968759
.483631
.916877
.238976
.502269
.756136
.239706
.770768
.696161
.225508
.933757
.814806
.478945
.950729
177417
.356088
.946436
.355727
.736671
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-2
-2

-4

-3.
.497166
-3.
.551697
.270249
.977476
.311056
-0.
.564863
-3.
-2.
.473802
-3.

-4
-2
-2
-2
-1

-0

-3

.804652
.803816
.714948
.792485
.562807
.473874
.434587
.529810
.701330
.523380
.412849
.441263
.149806
.113831
.373979
.394914
.256727
.433171
.223612
.229586
.261102
.110514
.011108
.011997
.732827
.126968
.145064
.935779
. 782697
.854941
.461820
.124283
.819290
.559482
.728885
.251446
.132465
.064573
.577780
.650535
-2.
.738923
.315755
-3.
-4.
.439126

042355

972719

692085

602495

199805

840401

041011
693115

955750

-3.
.259152
.379483
-1.

-3
-2

-2

-4

-4

-5

-8

-8

-9

-10.
.592781
-10.
-10.
-10.
.906946
.801799
.903714
.873074
.437789
.292575
.625439
.233313
.178475
.642514
.927841
.642514
.927841
.379483
.422063
.259152
.847187
.642180
.328721
.222407
.838390
.005001
.337259
.034615
.186520
.757234
.099247
.624016
.246779
.033047
.577229
.243905
.596902
.640141
.718926
.758207
.715862
.975447

-11

-11

642180

422063

.715862
-3.
.228753
-4.
.508552
.218697
-6.
-6.
.308661
.398466
-9.
.323851

975447

875739

203884

424712

442206

807188

926782

931472
885929



254
255
256
257
258
259
260
261
262
263
264
265
266
267
268
269
270
271
272
273
274
275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294
295
296
297
298
299
300
301
302
303
304
305
306
307
308
309
310
311
312

accsooo—Hrooook,PoyRPFHFPFOHHFRHRPRORFREFPFONHFRFRFRFOFORFORFOOORFPRODYIJIIIJIdIF,FOHFF PO RFRFORFRPRPORPRFRPORFRRORFRORFRORODODR OO R

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.793759
777368
.576637
.307164
.964955
.008046
.312369
.382089
.107548
.154764
.753111
.613793
.963941
.059964
.314599
.722464
.239705
.619193
.280044
.822589
.485973
.932972
.374880
.703173
.077894
.811637
.305524
.474937
.915180
.534724
.373631
.102203
.795510
.427076
.642814
.035803
.616836
.906705
.304365
.985507
.546427
.327842
.827434
.975472
.113968
.681222
.290249
.325531
.647576
.050070
.739656
.239323
.671655
477651
.297951
.187798
.361139
.101603
.288549

159
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.969759
.406060
.403895
.782686
.936281
.443833
.043931
.996754
.226872
.895193
.147919
.513477
.234237
.550727
.553037
.765397
.60249¢6
.333118
.615074
.981625
.279083
.735710
.955403
.733282
.933394
.519926
.339106
.015038
.300526
.674883
.382928
.702565
.259306
.876250
.483841
.375639
.696983
.538950
.707421
.845323
.361189
.629699
.182086
.890649
.368675
.050012
.872816
.222539
. 757895
.225092
.383298
.935266
.062048
.313586
.522649
.379463
.452493
.862734
.527094

.228753
.875739
.508552
.218697
.259152
.379483
.422063
.847187
.642180
.328721
.222407
.838390
.005001
.337259
.034615
.186520
.757234
.624016
.099247
.246779
.577229
.033047
.243905
.596902
.640141
.718926
.758207
.037456
.353758
.353758
.037456
.508552
.218697
.875739
.203884
.424712
.308661
.398466
.442206
.323851
.807188
.592781
.926782
.931472
.906946
.885929
.801799
.873074
.903714
.437789
.292575
.625439
.233313
.178475
.187397
.185421
.196016
.187397
.185421



FoOoRPPRPOORRPOORFRFRFOFRPFPOROR OO ORFOOR

oNeoloBololoNeolNoNolNoNoloBolololNoNoNolololelelNelNo)

-10.
-11.
-10.
-10.

-11

-6.
-6.

.196016
.187397
.185421
.196016
.233313
.178475
.4422006
.323851
.308661
.398466
.437789
.625439
.292575
.801799
.903714
.873074
.931472
885929
906946
807188
926782
.592781
203884
424712

Xe@w-to-w-a C3 cc3-rdim33

Standard orientation:

Center
Number

Atomic
Number

(Angstroms)

O ~J o U WN

NNONNONNNNNNER R ERRP PR R Re
LU WNRFR OWW-J U™ WN - O W

PFoorRrHFORFRFPFPORPRPFPFORFRRPORPRORFRFORFFOODRF O I I J

eoNeoloBololololNoNoNoNolololololNolNolNololololelelNolNolNolNo]

NNOORFRF WNDNWRWSEDDNDNDNDNDEO

160

.304491 -0.913491
.196348 -1.385383
.100751 -0.852369
. 943352 -1.539002
.4160067 -2.844745
.467252 -3.168527
.192513 -5.081400
.894657 -5.240237
.893263 -5.846789
.977493 -5.652781
.634002 -7.352060
.154404 -7.871045
.439806 -7.528362
.074858 -7.883924
.162695 -7.769892
.860086 -8.955366
.381665 -7.120235
.699223 -7.311114
.726400 -7.479189
.637662 -5.617916
.708076 -5.405698
.113465 -5.062870
.195688 -4.896690
.271513 -4.816902
Coordinates
X Y
.752355 4.472377
.431098 3.384888
.497015 -2.887747
.215851 -4.663862
.512607 2.922597
.041375 2.737107
.894196 3.820092
.330548 4.537321
.824383 5.151459
.914556 5.243264
.380244 5.756579
.943634 4.272403
.402988 3.709963
.114830 5.010189
.772838 4.272681
.693155 5.511144
.634558 6.026440
.493101 6.551804
.135979 5.497373
.654287 7.015553
.294583 7.731689
.170071 7.596348
.470171 6.270985
.917172 5.729727
.762364 6.965370
.954500 2.209211
.217446 1.866353

PR WONWRNDR R P E

o O

.494361
.542817
.494361
.542817
.219051
.255534
.100803
.687503
.456670
.103089
.96349¢6
.498092
.278903
.151741
.623846
.636084
.188193
.619588
.012950
.559177
.305749
.218273
.054390
.726555
.522369
.564812
.823366



28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86

rPocoo—O>SHFORFRFRFOHREFRFORFREFPOFRORFROFOORFODYIJIIIdIF,POFP,P PO PO RO PO ORFRP OO OOODRE OO F OO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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.376101
.902470
.970620
.327874
.257572
.615913
. 755395
.287347
.891092
.764161
.049103
.583521
.795222
.228192
.011428
.281536
.313832
. 426213
.401771
.192875
.427479
.748503
.993595
.548548
.695747
.503504
.651005
.435983
.507586
.825402
.181229
.689800
.363293
.471613
.008928
.679945
.300422
.206531
.511185
.378539
.538619
.653152
.191319
.473380
.038047
.670113
.149112
.804347
.633091
.945384
.541685
.986535
.119156
.684620
.956647
.180858
.472033
.372036
.437582

161
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.196149
.567214
.624396
.595835
.758838
.499989
.135650
.151342
.466696
.554923
.289666
.279686
.939642
.685463
.936030
.068642
.269739
.8199%64
.160840
.464524
.167042
.806457
.543536
.853012
.408698
.659158
.142912
.663278
.853541
.561751
.001281
.388359
.165994
.066584
.747493
.450132
.714730
.131640
. 743541
.064957
.403884
.054353
.677052
.437780
.988512
.125034
.287540
.799776
.467949
.515663
.858681
.195536
.852728
.405345
.713100
.490609
.319390
.244689
.459518

F R WNEDNWOBS B DSWDND

O 0 O oYOoy i UlLdOY O OO O

e
OO OORr oW

QO OO O 0O O ~J 0O W W W

.554318
.797957
.042311
.698867
.343521
.053301
.100803
.219051
.255534
.687503
.456670
.103089
.96349¢6
.498092
.278903
.151741
.623846
.636084
.188193
.012950
.619588
.559177
.218273
.305749
.054390
.726555
.522369
.564812
.823366
.824400
.144487
.144487
.824400
.343521
.053301
.698867
.009779
.236308
.087882
.179375
.229203
.110716
.588404
.380386
.706913
.699410
.670672
.654987
.561298
.624030
.661507
.202678
.058187
.384984
.986209
.907396
.928424
.9250092
.939150



87

88

89

90

91

92

93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145

FPocoo—oOMOHFORFRFRFOHRFRFOCHFHEFPFORFRPEFEFORFOFOFOORFPROODYIIIIIdI,F OO PO RO PRPORP PO ORFR OO ODR OO OO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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.906609
.474111
.820837
.378642
.897925
.616745
.827937
.113385
.083184
.203774
.863620
.709626
.358760
.889501
.494214
.917954
.844610
.981448
.139491
.290953
.519725
.646106
473176
.079920
.867262
.815345
.646948
.249370
.537891
.508571
.308482
.258104
. 723946
.390483
.725032
.171826
.414416
.498078
.175466
.165918
.413369
.420675
.402791
.843131
.163666
.036329
.920580
.328854
.396366
.119369
.086669
.094709
.873486
.861199
.774739
.849717
.652155
.593988
.287484

162

|
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| |
O OO NNDN WD

-1

.068487
.310563
.340767
.250903
.065874
.881249
.528069
.588677
.003434
.095505
.669005
.759447
.354673
.854328
.725096
.778400
.869900
.524997
.115895
.971252
.449467
. 425237
.502795
.076880
.000884
.077143
.278973
.584630
727745
.389640
.596031
.126460
.325715
.454067
.987188
.413061
.226067
.963577
.816938
.862287
.822458
.070570
.209096
.878677
.052812
.134400
.615238
-0.
.058453
1.
1.
.982398
-1.
.684442
.771255
.270411
.5218¢64
.163245
.750856

032849

308820
997058

861793

O W 0 ~J 0 0O 0 WWOoWOW O O o o o

e
O OORr OO W

ORFRP P OOORFRNDPMdWWOWO FEFE O

.928424
.9250092
.939150
.928424
.925092
.939150
.986209
.907396
.229203
.110716
.087882
.179375
.202678
.384984
.058187
.561298
.661507
.624030
.699410
.654987
.670672
.588404
.706913
.380386
.009779
.236308
.542817
.494361
.824400
.144487
.797957
.042311
.554318
.564812
.823366
.498092
.278903
.103089
.96349¢6
.054390
.522369
.726555
.559177
.305749
.218273
.188193
.619588
.012950
.151741
.636084
.623846
.687503
.456670
.100803
.219051
.255534
.554318
.797957
.042311



146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201
202
203
204

FPFocoo—oOM O HFOOCONHFON>—HFFOOCHFHEFPFORFREFEFORFRPFPOFRORFRPRORFOOCORFPFODYIYIdIdIFP,POR, PO PO PO EFORFRORFRODOR O OO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.647929
. 785959
.606985
.566840
.608814
.352435
.331087
.544566
.550622
.454787
.606540
.435129
.469378
.486605
.370613
.284863
.302924
.036063
.372224
.375058
.204881
.871290
.932527
.194684
.767083
.191319
. 743332
.243324
.785549
.543555
.753218
.286408
.426889
.941094
.356473
.762580
.589805
.174608
.214670
.202746
.104646
.651296
.324657
.030288
.898293
.078514
.469388
.445073
.211730
.458269
.553770
.135349
.307553
.472351
.267636
.556825
.709849
.326071
.881518

163

-4,
.307746
.247504
.715615
.208782
.412546

-3
-3
-4
-5
-5

-5.
.400450
-3.
-5.
.360900
.491307

-4

-4
-5

-6.
.828524
.737007
.246349
.728581
.040660
.550209
.127632
.259672
.185031
.901932
.374769
.033252
.222012
.779015
.122783
.873753
.969942
.545368
.150568
.021604
.501653
.949165
.428348
.563053
.759040
.021914
.601046
.034611
.106583
.689621
.424057
.231569
.072232
.576377
.839095
.892735
.605714
.844008
.156259
.200745
.144306
-1.
-1.
.514238
.484641
.756571

-3
-4

NP ORFRPRPFPFOHODUOIJOOUoyUl Ul Wb wwo oo s wNDw

o

-1
-0
-0

045967

824404

958848
102289

240928

195699
971115

O 0 0O O O) Ul > >

NeJ

10
11
10

 ~J O 0 W W

.698867
.343521
.053301
.009779
.236308
.087882
.179375
.229203
.110716
.588404
.380386
.706913
10.
10.
11.

9.
.661507
.624030
.202678
.058187
.384984
.986209
.907396
.884753
.942588
.884753
.942588
.606786
.651353
.476640
.060296
.810062
.481317
.333204
.888923
.120783
.224604
.234935
.002463
.828792
.273519
.641434
.213455
.970820
.551394
.418116
.351236
.879531
.957419
.209071
.940307
.175205
.422867
.068872
.709912
.414559
.476640
.606786
.651353

699410
654987
670672
561298



205
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222
223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249
250
251
252
253
254
255
256
257
258
259
260
261
262
263
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.559795
.817318
.135392
.294025
.741840
.587746
.656818
.668120
. 741770
.749275
.596782
.673804
.131053
.313576
.914277
.219450
.094590
.200294
.033291
.161455
.357920
.871493
. 715335
.388935
.098312
.571377
.361148
.943078
.917492
.014853
.949137
.080428
.131383
.695823
.003522
.609687
.019458
.475594
.087847
.944872
.145402
.911975
.334652
.403567
.009366
.678907
.175310
.336574
.339166
.377801
.008700
.341193
.582903
.345274
.997973
.794899
.760020
.933226
.060336

164

.924989
.689346
.612549
.297888
.881373
.106638
.256414
.360862
.026994
.440208
.715406
.438059
.224048
.991805
.336335
.836162
.060716
.671018
.727807
.931780
.861261
.209592
.015965
.388612
.293730
.931884
.801017
.112486
.646812
.095671
.511853
.642037
.196434
.967998
.645533
.370863
.456702
.656814
.037414
.911698
.985600
.399838
.588507
.152817
.879817
.795029
.488212
.359068
.379192
.699746
.971016
.349348
.409110
.388052
.970156
.709363
.809564
.895929
.519315

.060296
.810062
.481317
.333204
.888923
.120783
.224604
.234935
.002463
.828792
.641434
.273519
.213455
.551394
.970820
.418116
.351236
.879531
.957419
.209071
.227955
.538046
.538046
.227955
.709912
.414559
.068872
.388854
.603735
.498467
.584859
.631404
.516754
.996890
.782211
.112705
.126790
.102040
.086141
.997041
.072607
.094393
.632879
.492010
.820523
.420243
.369569
.373489
.372328
.383619
.373489
.372328
.383619
.373489
.372328
.383619
.420243
.369569
.631404



264
265
266
267
268
269
270
271
272
273
274
275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294
295
296
297
298
299
300
301
302
303
304
305
306
307
308
309
310
311
312
313
314
315
316
317
318
319
320
321
322

FoOoRFPOoORPROOROODODHF OO OO OO RO RO RPOOR PO ORI YR OO RPOOR RO RO OR O

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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.065935
.920407
.881947
.373140
.962779
.396304
.958143
.998410
.988433
.101397
.138503
.502767
.650324
.590122
.024911
.033056
.116977
.510415
.386003
.031015
.843842
.069024
.059677
.507817
.245021
.619724
.098313
.350326
.562281
.235118
.297964
.645367
.563978
.455711
.944566
.211869
.952021
.778449
.248078
.246622
.956440
.842728
.313013
.103727
.166293
.082747
.095969
.045953
.066325
.247876
.111203
.169323
.985448
.089978
.199486
.905554
.932811
.979908
.934552

165

.618411
.063104
.164126
.406360
.032304
.494859
.039489
.053976
.402777
.613424
.710578
.318454
.149348
.940649
.587666
.492538
.569241
. 745763
.152758
.472649
.225557
.003188
.630078
.655651
.835072
.326066
.932209
.678291
.409055
.203765
.236070
.168078
.515661
.465573
.087722
.239764
.839162
.403448
.608824
.693361
.005080
.601822
.620378
.461222
.455704
.638142
.117182
.499659
.159447
.830823
.945323
.098032
.960769
.605023
.216053
.158775
.675979
.122722
.578023

.516754
.498467
.584859
.632879
.820523
.492010
.997041
.094393
.072607
.126790
.086141
.102040
.996890
.112705
.782211
.388854
.603735
.942588
.884753
.227955
.538046
.175205
.422867
.940307
.957419
.209071
.888923
.120783
.481317
.333204
.418116
.879531
.351236
.213455
.970820
.551394
.828792
.273519
.641434
.224604
.002463
.234935
.060296
.810062
.476640
.606786
.651353
.940307
.175205
.422867
.068872
.709912
.414559
.388854
.603735
.498467
.584859
.631404
.516754
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-10.
.782211
.112705
-11.
-11.
-12.

-9.
-10.
-10.

-8.
.492010

-11
-11

-8

=-7.
.420243
.369569
.384123

996890

126790
086141
102040
997041
094393
072607
632879

820523

Xe@w-to-w TS C3 cc3-rdimlO0
Standard orientation:

Center
Number

Atomic
Number

(Angstroms)

O ~J o U W

WWWWWWWNRNRNONRNONNNNDRONNNRE PR R
AR WNRPOWOWO-JANUTRWNROWWUJO U S WN - O
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.954501 -4.818651
.021389 -4.057868
.980435 -5.311512
.081939 -5.843279
.050656 -5.326836
.027173 -6.338359
.013270 -6.872209
.086435 -7.453814
.843032 -7.582823
.038488 -6.182146
.992738 -5.657958
.953413 -6.912121
.081112 -1.985465
.108535 -1.592283
.000000 -0.000000
Coordinates
X Y
.587366 3.742409
.599528 1.648849
.947339 -4.111930
.871819 -4.807733
.156977 3.497674
.180022 3.156178
.798774 4.014036
.214595 4.106620
.913001 4.535113
.967508 3.948245
.597123 4.,259298
.520406 2.626369
.811394 2.301559
.899113 2.809207
.212040 1.852375
.619716 3.0066985
.878566 3.891645
.879901 4.011060
216772 3.575762
.373616 5.214269
.338060 5.985481
.073864 5.567828
.985626 5.033535
.263321 4.741531
.620037 5.970050
.794337 0.671135
.084240 0.574080
.746800 -0.426836
.348721 -0.316561
.847312 0.613564
.301177 -1.379735
.666662 -2.574685
.652100 -3.395617
.076871 -2.698777
.107563 -1.612891
.643319 -1.733992

OO ONRF WNWENRE R

-0

R NWOSDDDdWNORE OO

.678239
.803663
.678239
.803663
.363984
.387199
.249370
.833740
.569590
.283386
.136230
.728606
.051420
.090703
.340702
.878214
.988673
.415632
.807725
.413739
.190680
.355927
.197991
.577850
.635605
.734272
.901437
.720177
.980088
.241527
.876095
.505522
.217809
.249370
.363984
.387199



37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
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.449140
.471022
.435527
.390098
.014299
.087511
.516712
.501817
.653771
.430980
.488315
.033729
.828881
.784949
.514548
.366356
474626
.360196
.315948
.044953
.582570
.666527
.498291
.959638
.396412
.114640
.955703
.389681
.461024
.113733
.188893
.377528
.702085
.835698
.285221
.895993
.639835
.993374
.432170
.369519
.198378
.451258
.914252
.150888
.458954
.313978
.353111
.145981
.131531
.997799
.279668
.140397
.275880
.133687
.271928
.273679
.319600
.112764
.581756
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.971206
.790289
.410086
.110875
.227971
.451543
.513385
.305972
.266334
.036810
.305738
.963699
.260823
.044035
.615636
.968421
.196885
.120069
. 621560
.958070
.390550
.654658
.250100
.190755
.462765
.860620
.414796
.883578
. 762497
.820951
.582832
.072591
.274349
.578296
.037019
.321915
.088378
. 423733
.323287
.834074
.912672
.674691
.333976
.554776
.839679
.859719
.220829
.393352
.815406
.471989
.570252
.387638
.466139
.823099
.572231
.994150
701773
.782243
.209346
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e
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.833740
.569590
.283386
.136230
.728606
.051420
.090703
.340702
.878214
.988673
.807725
.415632
.413739
.355927
.190680
.197991
.577850
.635605
.734272
.901437
.037386
.339681
.339681
.037386
.505522
.217809
.876095
.201599
.425362
.315539
.408029
.437975
.315769
.810638
.587811
.933901
.94844¢6
.929143
.899261
.829868
.910739
.935729
.458622
.310510
.653897
.219423
.168353
.171250
.169720
.180291
.171250
.169720
.180291
.171250
.169720
.180291
.219423
.168353
.437975



96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
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.216677
.597958
.929321
.808535
.518838
.467184
.469267
.872106
.317789
.458633
.126068
.925829
.248795
.556910
.504797
.924143
.354956
.727709
.534705
.377069
.831763
.900211
.955018
.503749
.478389
.039288
.534705
.898905
.403035
.987222
.351982
.980233
737947
.202497
.852609
.858813
.309546
.913630
.705086
.382401
.965945
.710224
.663735
.384023
.875645
.950586
.823341
.243051
.448510
.892294
.345474
.063074
766741
.534462
.893932
.484225
.740428
.204228
.918763
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.245198
.945955
.895780
.875223
.656349
.908061
.730999
.714494
.418510
.990076
.035913
.851579
.065412
.018979
.271501
.238290
.249940
.158884
.369520
.199795
.404559
.924383
.891113
.458242
.950424
.383991
.601602
.149984
.461840
.851577
.934886
.150019
.455353
.046554
.630155
.476206
.145165
.952639
.729976
.704179
.199349
.453597
.135414
.255177
.315260
.884783
.422186
.031406
.607822
.504677
.035061
.888080
.465003
.645288
.512558
.874996
.687053
.863244
.029151
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.315769
.315539
.408029
.458622
.653897
.310510
.829868
.935729
.910739
.94844¢6
.899261
.929143
.810638
.933901
.587811
.201599
.425362
.803663
.678239
.037386
.339681
.980088
.241527
720177
. 734272
.901437
.728606
.051420
.283386
.136230
.197991
.635605
.577850
.413739
.190680
.355927
.988673
.415632
.807725
.090703
.878214
.340702
.833740
.569590
.249370
.363984
.387199
720177
.980088
.241527
.876095
.505522
.217809
.201599
.425362
.315539
.408029
.437975
.315769



155
156
157
158
159
160
161l
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
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.413097
.219576
.660917
.818799
.558238
.932455
.099748
.420848
.119411
.894283
.618072
.059885
.633578
.465875
.784208
.118980
.263567
. 733992
.469985
.957145
.194133
.268663
.055476
.046661
.290883
.357363
.057739
.204369
.089094
.556289
.415925
.042099
.148410
.140397
.436747
.406754
.715254
.033587
.627974
.088514
.514851
.843471
.233510
.943139
.967864
.352184
.941661
.989608
.207689
.925181
.460592
.019870
.825743
.253262
.702451
.244435
.243017
.410350
.637730
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.512884
.765518
.302936
.098302
.287374
.572154
.103075
.960197
.494162
.458753
.646715
.183331
.157946
.438586
.470380
.380335
.556046
.025258
.277874
.247751
.340020
.418185
.187067
.599228
.233886
.058896
.357037
.172107
.721422
.831063
.972205
772831
.316126
.543516
.098434
.256799
.421326
. 733109
.816075
.111825
.541280
.296591
.820815
.838008
.046204
.748280
.165701
.230165
.000133
.571062
.110398
.679464
.840024
.368855
.704959
.094547
.995093
.535945
.629343

.810638
.587811
.933901
.94844¢6
.899261
.929143
.829868
.935729
.910739
.458622
.310510
.653897
.219423
.168353
.765350
.838395
.765350
.838395
.466961
.506725
.339952
.935266
. 694455
.396079
.266860
.801041
.007890
.182303
.280311
.987154
.854742
.262255
.695249
.236872
.984228
.555575
.347709
.448587
.809578
.838331
.092154
.812077
.050820
.301572
.942482
.578000
.2812091
.339952
.466961
.506725
.935266
.694455
.396079
.266860
.801041
.007890
.182303
.280311
.987154



214
215
216
217
218
219
220
221
222
223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249
250
251
252
253
254
255
256
257
258
259
260
261
262
263
264
265
266
267
268
269
270
271
272
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.330145
.895721
.710419
.462678
.947221
.231823
.918658
.481812
.716881
.650662
.443388
.209667
.062179
.352374
.031166
.824122
.614332
.755996
.416566
.095651
.902710
.497473
.863371
.242676
.558580
.794650
.129253
.487793
.985196
.894022
.519463
.159953
.174660
.830182
.229816
.564904
.806721
.330052
.884584
.374108
.450350
.497097
.885393
.555634
.381681
.488715
.894716
.840967
.461250
.797245
.272084
.322151
.816732
.836520
.179500
.322428
.212489
.781486
.299389

170

o

(@}

=

[

W W WNWNORF OONDN

WN DO WOODd O PBRNWWSWDNWENNDPWREREREDN

=

=

= O

.712329
.152615
.654925
.893345
.480659
.670983
.591235
.971442
.998170
.364619
.582540
.379038
.103038
.600405
.956160
.394962
.196754
.413169
.447177
.608548
.314909
.387916
.308863
.215518
.345121
.352434
.414917
.552927
.542456
.476098
.564251
.449507
.688293
.528075
.435777
.499924
.237355
.228801
.084713
.229022
.381581
.308429
.075501
.931275
.223715
.304523
.312856
.445989
.462541
.691346
.700481
.588417
.566993
.785048
.435412
.811265
.363895
.369292
.475948

.854742
.695249
.262255
.236872
.555575
.984228
.347709
.448587
.809578
.838331
.092154
.094045
.407806
.407806
.094045
.578000
.2812091
.942482
.259886
.479097
.365413
.455862
.497824
.379716
.863489
.648564
.982625
.989304
.964846
.944791
.859952
.932567
.960873
.495604
.351246
.683577
.290815
.239590
.245249
.242230
.251943
.245249
.242230
.251943
.245249
.242230
.251943
.290815
.239590
.497824
.379716
.365413
.455862
.495604
.683577
.351246
.859952
.960873
.932567



273
274
275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294
295
296
297
298
299
300
301
302
303
304
305
306
307
308
309
310
311
312
313
314
315
316
317
318
319
320
321
322
323
324
325
326
327
328
329
330
331
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.686847
.189451
.926481
.176250
.656006
.800618
.327600
.940869
.852972
.479358
.821499
.290195
.059652
.795382
.410642
.739176
.958239
.059814
.302174
.872405
.544145
.203404
.088907
. 448225
.603075
.795076
.353975
. 746069
. 752519
.044131
.447386
.194019
.499443
.191929
.964394
.795475
.737704
.968037
567171
.826142
.852244
.211867
.528062
.327329
.088965
.154782
.419441
.680741
.933874
.029407
.617670
.005967
.473247
.199053
.295428
.941284
.693026
.393175
.139435
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.476105
.500299
.912104
.275285
.234605
.610047
.601270
.608689
.355077
.914334
.335198
.703444
.389894
.629829
.314223
.252794
.041260
.353937
.262489
.759204
.865031
.830091
.817905
.761668
.650171
.427451
.776140
.259876
.117906
.163511
.177014
.201720
.185477
.307787
.507602
.570185
.278006
.818812
.610814
.210709
.467837
.459373
.143242
.362454
.048447
.217238
.903326
.954909
.000209
.915999
.620407
.962480
. 649521
.029032
.976396
.454560
.928146
.057585
. 925455

.989304
.944791
.964846
.863489
.982625
.648564
.259886
.479097
.838395
.765350
.094045
.407806
.050820
.301572
.812077
.838331
.092154
.801041
.007890
.396079
.266860
.347709
.809578
.448587
.236872
.984228
.555575
.854742
.262255
.695249
.182303
.987154
.280311
.935266
.694455
.339952
.466961
.506725
.812077
.050820
.301572
.942482
.578000
.281291
.259886
.479097
.365413
.455862
.497824
.379716
.863489
.648564
.982625
.989304
.944791
.964846
.859952
.960873
.932567
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8
7
9
9
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.495604
.35124¢6
.683577
.290815
.239590
.896856

Xe@w-to-w D3 cc3-rdim2

Standard orientation:

Center
Number

Atomic
Number

(Angstroms)
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.006337 -7.313124
.092613 =7.247042
.614596 -7.935335
.034246 -2.683344
.131198 -2.766260
.000000 -0.000000
Coordinates
X Y
.331789 1.361362
.635140 -1.527275
.986920 -4.432121
.640229 -3.250511
.963969 2.767552
.007197 2.261828
.048910 2.623816
.234253 1.842528
.034918 1.738125
.554403 0.687223
.232102 0.532290
.182925 -0.685096
.427533 -0.484689
.385604 -1.3754¢64
.046721 -2.311761
.1044006 -1.635458
.048378 -0.486780
.915593 -1.000158
.342411 -0.309486
.4580611 0.853435
.913970 1.499650
.219161 0.684793
.245709 1.551532
.503878 1.775900
.526044 2.508295
.378798 -1.704749
.738255 -1.248310
.671032 -2.552911
.233448 -2.862245
.202716 -2.441099
.554349 -3.685739
.318495 -4.237218
.813404 -4.892186
. 747837 -3.952342
.414786 -3.084623
.955202 -2.869198
.521451 -4.588235
.012199 -5.229429
.182049 -5.153866
.655074 -5.663303
.184773 -4.145996
.633520 -3.592011
.383989 -4.842363
.025405 -4.080734
.968552 -5.334867
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0

.717847
.795463
.717847
.795463
.421475
.458309
.297174
.886190
. 635091
.327697
.186271
.742494
.034184
.096970
.359080
.885457
.955817
.384278
779623
.347396
.105474
.427768
.264398
.515569
.720695
.783916
.015479
.763751
.008400
.263545
.900541
.533324
.238586
.297174
.421475
.458309
.886190
.6350091
.327697
.186271
.742494
.034184
.096970
.359080
.885457



46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104

FRPOoORPRPORPOODFOF OO OO OO O RPOOR RO RFORRFRPOR RO OO OO JdRP O RO OR PO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

OB WD WEDNDOODN

.945753
.439228
.823959
.990209
.516532
.658250
. 779189
.213965
.080775
.165755
.450195
.816908
.689700
.022552
.591253
.010291
.830056
.914769
.869661
.951215
.660716
.665254
.783088
.761989
.725445
.826601
.729931
.805091
.728112
.796268
.689444
.486077
.737120
. 745766
.722932
.627286
.983621
.027940
.958476
.407181
.696290
.363409
.955534
.718482
.404934
.362715
.414772
.812000
.010084
.297099
.375025
.254621
.160883
.642081
.331702
.738115
.262449
.204951
.511343
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.860685
.337946
.355026
.886064
.460398
.603524
.184709
.654449
.905868
.073750
.747243
.618463
.310991
.118818
.748745
.260459
.150522
.055001
.708135
.275478
.294277
.766009
.259277
. 759727
.949203
.189943
.396961
.023574
.512530
.551800
.051953
.799288
.590436
.368132
.888490
.096033
.082861
.736538
.020953
.338441
.386335
.319588
.021850
.796172
.340541
.316592
.590163
.759296
.490542
.539863
.137842
.951386
.325157
.427994
.689338
.034424
.721129
.165633
.784701
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e
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.955817
779623
.384278
.347396
.427768
.105474
.264398
.515569
.720695
.783916
.015479
.054774
.361574
.361574
.054774
.533324
.238586
.900541
.217158
.434012
.327391
.415584
.457126
.341139
.824660
.607781
.94141¢6
.958026
.934858
.915642
.831471
.909288
.930795
.465004
.322454
.654979
.246763
.199162
.200574
.198980
.209111
.200574
.198980
.209111
.200574
.198980
.209111
.246763
.199162
.457126
.341139
.327391
.415584
.465004
.654979
.322454
.831471
.930795
.909288



105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163

FRPOoORPRPORFRFODF OO OO OO OO OO OOR PR RO PRPOR RO OO ORI JdFR R OR PO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.314023
.409866
. 775960
.923413
.808940
.215297
.142534
.093091
.994911
.344869
.408160
.712252
.862053
.012696
.875370
.213043
.288059
.998152
.794013
.372354
.577027
.466521
.435270
.289914
.468402
.255720
.702628
.102625
.091634
.903183
.001615
.135854
.021317
.712802
.022719
.796747
.378755
.962400
.546402
.095501
.215411
.469118
.328786
.643460
.012195
.044306
.915336
.826137
.080186
.137014
.648858
.041898
.538871
.119114
.206134
.504072
.951893
.942071
.997420
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.307093
.929590
.484904
.834907
.196645
.542880
.973241
.461516
777786
.070758
.130282
.192172
.231370
.860208
.589638
.778499
.995553
.831093
.076700
.466642
.131013
.633177
.397573
.878549
.032629
.103874
775606
.347464
.355184
.647432
.217827
.970325
.392495
. 745707
.491304
.328525
.317071
.607370
.036726
.369125
.419109
.369262
.976759
. 741665
.734893
.813962
.342891
.440852
.280586
.378115
.114296
.352936
.200316
.283518
.377790
.027626
.330824
.424803
.014587

e e e
O OORr OO

ONRPFPOORFREFEFNADOIJREFO

O O OO B DBDDDNEDNDWWNDO

e e e
OO OOOR OV

.958026
.915642
.934858
.824660
.941416
.607781
.217158
.434012
. 795463
.717847
.054774
.361574
.008400
.263545
.763751
.783916
.015479
.742494
.034184
.327697
.186271
.264398
.720695
.515569
.347396
.105474
.427768
.955817
.384278
.779623
.096970
.885457
.359080
.886190
.635091
.297174
.421475
.458309
.763751
.008400
.263545
.900541
.533324
.238586
.217158
.434012
.327391
.415584
.457126
.341139
.824660
.607781
.941416
.958026
.915642
.934858
.831471
.930795
.909288



164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222

FRPOoORPRPOORRFPOFEFOFRORPROORPROODF OO OO OO PR RPOR RO PO OROROOOOR NI JJdJdFR OOR P o

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.387847
.461048
.958988
.795621
.017856
.344869
.994911
.331789
.635140
.378755
.962400
.796747
.712802
.022719
.372354
.577027
.998152
.794013
.001615
.021317
.135854
.102625
.091634
.903183
.468402
.255720
.702628
.466521
.289914
.435270
.213043
.288059
.875370
.862053
.012696
.914769
.010291
.830056
.048910
.963969
.007197
.234253
.034918
.554403
.232102
.182925
.427533
.385604
.046721
.104406
.048378
.342411
.915593
.458611
.219161
.913970
.245709
.503878
.526044
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.059863
.145935
.406695
.676436
.754004
.070758
777786
.361362
.527275
.317071
.607370
.328525
. 745707
.491304
.466642
.131013
.831093
.076700
.217827
.392495
.970325
.347464
.355184
.647432
.032629
.103874
775606
.633177
.878549
.397573
.778499
.995553
.589638
.231370
.860208
.055001
.260459
.150522
.623816
.767552
.261828
.842528
.738125
.687223
.532290
.685096
.484689
.375464
.311761
.635458
.486780
.30948¢6
.000158
.853435
.684793
.499650
.551532
. 775900
.508295

.465004
.322454
.654979
.246763
.199162
.717847
.795463
.717847
.795463
.421475
.458309
.297174
.886190
. 635091
.327697
.186271
.742494
.034184
.096970
.359080
.885457
.955817
.384278
779623
.347396
.105474
.427768
.264398
.515569
.720695
.783916
.015479
.763751
.008400
.263545
.900541
.533324
.238586
.297174
.421475
.458309
.886190
.635091
.327697
.186271
.742494
.034184
.096970
.359080
.885457
.955817
779623
.384278
.347396
.427768
.105474
.264398
.515569
.720695



223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
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250
251
252
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254
255
256
257
258
259
260
261
262
263
264
265
266
267
268
269
270
271
272
273
274
275
276
277
278
279
280
281
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.378798
.738255
.408160
. 712252
.689700
.816908
.328786
.643460
.469118
.012195
.044306
.915336
.826137
.080186
.137014
.648858
.041898
.538871
.119114
.504072
.206134
.951893
.997420
.942071
.387847
.461048
.958988
.795621
.017856
.363409
.955534
.718482
.404934
.362715
.414772
.958476
.407181
.696290
.983621
.027940
.783088
. 761989
.660716
.665254
.745766
.627286
722932
.689444
.737120
.486077
.805091
. 796268
.728112
.725445
.729931
.826601
.869661
.951215
.640229
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0
0

0
1
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.704749
.248310
.130282
.192172
.310991
.618463
0.
1.

976759
741665

.369262
.734893
1.
.342891
.440852
0.
1.
0.
.352936
.200316
.283518
.027626
.377790
.330824
.014587
.424803
.059863
.145935
.406695
.676436
.754004
.319588
.021850
.796172
.340541
.316592
.590163
.020953
.338441
.386335
.082861
.736538
.259277
.759727
.294277
.766009
.368132
.096033
.888490
.051953
.590436
.799288
.023574
.551800
.512530
.949203
.396961
.189943
.708135
.275478
.250511

813962

280586
378115
114296

-10.
-11.
-10.
-10.
-11.
-10.

.783916
.015479
.054774
.361574
.361574
.054774
.533324
.238586
.900541
.217158
.434012
.327391
.415584
.457126
.341139
824660
607781
941416
958026
934858
915642
.831471
.909288
.930795
.465004
.322454
.654979
.246763
.199162
.200574
.198980
.209111
.200574
.198980
.209111
.200574
.198980
.209111
.246763
.199162
.457126
.341139
.327391
.415584
.465004
.654979
.322454
.831471
.930795
.909288
.958026
.915642
.934858
.824660
.941416
.607781
.217158
.434012
.795463
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.986920
.591253
.022552
.095501
.215411
.546402
.165755
.450195
.184773
.633520
.182049
.655074
. 779189
.080775
.213965
.990209
.658250
.516532
.945753
.823959
.439228
.383989
.968552
.025405
.521451
.012199
. 747837
.414786
.955202
.671032
.233448
.202716
.554349
.318495
.813404
.142534
.093091
.254621
.160883
.297099
.375025
.923413
.215297
.808940
.314023
.409866
. 775960
.262449
.204951
.511343
.642081
. 738115
.331702
.812000
.010083
.000000

.432121
.748745
.118818
.369125
.419109
.036726
.073750
.747243
.14599¢6
.592011
.153866
.663303
.184709
.905868
.654449
.886064
.603524
.460398
.860685
.355026
.337946
.842363
.334867
.080734
.588235
.229429
.952342
.084623
.869198
.552911
.862245
.441099
.685739
.237218
.892186
.973241
.461516
.951386
.325157
.539863
.137842
.834907
.542880
.196645
.307093
.929590
.484904
.721129
.165633
.784701
.427994
.034424
.689338
.759296
.490542
.000000

.717847
.054774
.361574
.008400
.263545
.763751
.783916
.015479
. 742494
.034184
.327697
.186271
.264398
.720695
.515569
.347396
.105474
.427768
.955817
.384278
.779623
.096970
.885457
.359080
.886190
.635091
.297174
.421475
.458309
.763751
.008400
.263545
.900541
.533324
.238586
.217158
.434012
.327391
.415584
.457126
.341139
.824660
.607781
.941416
.958026
.915642
.934858
.831471
.930795
.909288
.465004
.322454
.654979
.246763
.199162
.000000

3Xe@w-to-w D3 cc3-rdim3
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Standard orientation:

Center
Number

(Angstroms)
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178

Coordinates
X Y
.320279 1.367271
.605178 -1.512032
.976048 -4.425107
.612047 -3.232185
.936130 2.733932
.983728 2.241843
.015036 2.574186
.205322 1.804432
.992550 1.667624
.539354 0.690033
.218341 0.531144
.1575064 -0.682296
.403643 -0.480916
.354320 -1.383890
.008437 -2.319620
.073370 -1.644759
.018800 -0.503740
.881240 -1.024219
.310553 -0.325985
.439220 0.836684
.897176 1.476296
.200903 0.665916
.233129 1.546295
.490336 1.773557
.522151 2.502337
.346830 -1.673621
.709131 -1.219735
.634335 -2.508777
.189987 -2.800841
.159350 -2.378781
.507335 -3.616140
.271484 -4.169645
.765704 -4.820415
.721793 -3.898191
.399590 -3.043704
.949629 -2.838880
.539977 -4.544132
.052070 -5.157487
.172091 -5.142238
.649186 -5.650813
.169668 -4.125434
.618307 -3.573209
.375644 -4.811058
.0130068 -4.043649
.961088 -5.303339
.945652 -5.826589
.437588 -5.302107
.827620 -6.313245
.995020 -6.860896
.523751 -7.435148
.670078 -7.577303
.777434 -6.171196
.209222 -5.641549
.093988 -6.899517

OO ONRPFPFWNWENRERRERE

|
o O

-0

.694773
.781285
.694773
.781285
.417247
.447070
.297837
.878769
.636517
.301193
.158126
.721539
.056516
.077906
.373958
.865863
.980589
.410110
.802524
.379206
.141292
.394398
.233601
.544552
.685863
.775944
.003745
.763108
.015132
.268462
.912428
.546642
.255266
.297837
.417247
.447070
.878769
.636517
.301193
.158126
.721539
.056516
.077906
.373958
.865863
.980589
.802524
.410110
.379206
.394398
.141292
.233601
.544552
.685863
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56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
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90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
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w

N

N
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.122813
.410887
.806216
.707319
.997772
.570813
.975276
.791750
.878002
.834474
.905466
.662756
.666414
.800793
.779034
.756776
.869917
.761158
.834269
.767226
.826523
.701950
.496606
. 748898
.745191
.722263
.614804
.998295
.041038
.969041
.394254
.678674
.359999
.959257
.725622
.390958
.353511
.404296
. 791707
.029260
.272122
.351457
.233884
.137188
.626073
.319000
.724705
.243540
.183804
.496196
.290526
.388672
.750412
.895078
777974
.183765
.099952
.034417
.993131
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-2.
.736309
.588689
.292549
-3.
.724599
.185960
.073327
.979486
.638650
.181314
.271510
. 739318
.240659
.742354
.934573
.178542
.379233
.013288
.505612
.544795
.037340
.787876
.572818
.349315
.872618
.074159
.067901
. 721957
.010915
.335277
.384409
.333757
.009072
.779953
.344672
.326204
.604456
.764525
.494595
.545887
.143916
.941769
.312816
.418088
.667591
.025909
. 724653
.167024
.788113
.327218
.952289
.515319
.854724
.214824
.574692
.908026
.374813
.744217
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w

NP RFRP PN JOOOd I J0o0y0) U D Wb 010101 W Ww

061629

124856
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e
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=
[@>2aNe]
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.775944
.003745
.044205
.359647
.359647
.044205
.546642
.255266
.912428
.231772
.465732
.314291
.412598
.446522
.320287
.812146
.596732
.939057
.928475
.904347
.876120
.799736
.866061
.908223
.434896
.282547
.624000
.207287
.132142
.151839
.149115
.162378
.151839
.149115
.162378
.151839
.149115
.162378
.207287
.132142
.446522
.320287
.314291
.412598
.434896
.624000
.282547
.799736
.908223
.866061
.928475
10.
11.
10.
10.
.596732
6.
.465732
.781285

876120
904347
812146
939057

231772
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133
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145
146
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153
154
155
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157
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160
161
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163
164
165
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168
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.344231
.377029
.705091
.830606
.019590
.855497
.224017
.298244
.987896
.785336
.367263
.569155
.455695
.428163
.281113
.444200
.227098
.677152
.073148
.053620
.872965
.978676
.112282
.995369
.665345
.940480
.736828
.335720
.933357
.489832
.020593
.139760
.385337
.246761
.557454
.934426
.939882
.896640
.803602
.072915
.130491
.651854
.053682
.539131
.124795
.215195
.517638
.945490
.932702
.992801
.371264
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.933803
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.011778
.344231
.993131
.320279
.605178
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.057836
.135910
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.163030
.791493
.535790
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.807729
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.397180
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.101007
.769232
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.628092
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.363269
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.309772
.597037
.027013
.362189
.412712
.363346
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.747088
.730624
.806501
.329741
.426502
.305228
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.079849
.396150
.164409
.313930
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.772638
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.367271
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.694773
.044205
.359647
.015132
.268462
.763108
.775944
.003745
. 721539
.056516
.301193
.158126
.233601
.685863
.544552
.379206
.141292
.394398
.980589
.410110
.802524
.077906
.865863
.373958
.878769
.636517
.297837
.417247
.447070
.763108
.015132
.268462
.912428
.546642
.255266
.231772
.465732
.314291
.412598
.446522
.320287
.812146
.596732
.939057
.928475
.876120
11.
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.908223
.866061
.434896
.282547
.624000
.207287
.132142
.694773
.781285
.694773
.781285

904347



173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222
223
224
225
226
227
228
229
230
231

oaokFood I JdJdPHFk,FPOHRHFOOHFHFEFPFOSRHREFPFOSHFEFPFAFPFORFORFOFOF OO OORFOOSDOF OO OO PFRPORRRFRFORFRFPRPORRPRPORFRRORFRODORFRODODRFOO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

[N
OO OO OUId DU BDNWWNORREREWWWWWNW

.335720
.933357
.736828
.665345
.940480
.367263
.569155
.987896
. 785336
.978676
.995369
.112282
.073148
.053620
.872965
.444200
.227098
.677152
.455695
.281113
.428163
.224017
.298244
.855497
.830606
.019590
.878002
.975276
.791750
.015036
.936130
.983728
.205322
.992550
.539354
.218341
.157564
.403643
.354320
.008437
.073370
.018800
.310553
.881240
.439220
.200903
.897176
.233129
.490336
.522151
.346830
.709131
.377029
.705091
.707319
.806216
.246761
.557454
.385337
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.309772
.597037
.324005
.739700
.489863
.452205
.119669
.807729
.054125
.194948
.363269
.948098
.330329
.337463
.628092
.024211
.101007
.769232
.624900
.867992
.397180
.735250
.956044
.535790
.163030
.791493
.979486
.185960
.073327
.574186
.733932
.241843
.804432
.667624
.690033
.531144
.682296
.480916
.383890
.319620
.644759
.503740
.325985
.024219
.836684
.665916
.476296
.546295
. 773557
.502337
.673621
.219735
.135910
.167693
.292549
.588689
.983685
.747088
.363346
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.802524
.379206
.141292
.394398
.233601
.544552
.685863
.775944
.003745
.763108
.015132
.268462
.912428
.546642
.255266
.297837
.417247
.447070
.878769
.636517
.301193
.158126
.721539
.056516
.077906
.373958
.865863
.980589
.802524
.410110
.379206
.394398
.141292
.233601
.544552
.685863
.775944
.003745
.044205
.359647
.359647
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.546642
.255266
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.934426
.939882
.896640
.803602
.072915
.130491
.651854
.053682
.539131
.124795
.517638
.215195
.945490
.992801
.932702
.371264
.446968
.933803
.790002
.011778
.359999
.959257
.725622
.390958
.353511
.404296
.969041
.394254
.678674
.998295
.041038
.800793
.779034
.662756
.666414
.745191
.614804
722263
.701950
.748898
.496606
.834269
.826523
767226
.756776
.761158
.869917
.834474
.905466
.612047
.976048
.570813
.997772
.020593
.139760
.489832
.122813
.410887
.169668
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.730624
.806501
.329741
.426502
.305228
.401562
.079849
.396150
.164409
.313930
.009707
.407494
.312687
.000237
.405794
.068773
.153291
.406568
.696624
.772638
.333757
.009072
. 779953
.344672
.326204
.604456
.010915
.335277
.3844009
.067901
.721957
.240659
. 742354
.271510
.739318
.349315
.074159
.872618
.037340
.572818
.787876
.013288
.544795
.505612
.934573
.379233
.178542
.638650
.181314
.232185
.425107
.724599
.124856
.362189
.412712
.027013
.061629
.736309
.125434

.231772
.465732
.314291
.412598
.446522
.320287
.81214¢6
.596732
.939057
.928475
.904347
.876120
.799736
.866061
.908223
.434896
.282547
.624000
.207287
.132142
.151839
.149115
.162378
.151839
.149115
.162378
.151839
.149115
.162378
.207287
.132142
.446522
.320287
.314291
.412598
.434896
.624000
.282547
.799736
.908223
.866061
.928475
.876120
.904347
.812146
.939057
.596732
.231772
.465732
.781285
.694773
.044205
.359647
.015132
.268462
.763108
.775944
.003745
. 721539



291 1 0 2.618307 -3.573209 0.056516
292 6 0 2.172091 -5.142238 -1.301193
293 1 0 2.649186 -5.650813 -2.158126
294 6 0 1.777434 -6.171196 -0.233601
295 1 0 1.093988 -6.899517 -0.685863
296 1 0 1.209222 -5.641549 0.544552
297 6 0 2.995020 -6.860896 0.379206
298 1 0 2.670078 -7.577303 1.141292
299 1 0 3.523751 -7.435148 -0.394398
300 6 0 3.945652 -5.826589 0.980589
301 1 0 4.827620 -6.313245 1.410110
302 1 0 3.437588 -5.302107 1.802524
303 6 0 4.3756044 -4.811058 -0.077906
304 1 0 4.961088 -5.303339 -0.865863
305 1 0 5.013068 -4.043649 0.373958
306 6 0 0.539977 -4.544132 -2.878769
307 1 0 1.052070 -5.157487 -3.636517
308 6 0 -0.721793 -3.898191 -3.297837
309 6 0 -1.399590 -3.043704 -2.417247
310 1 0 -0.949629 -2.838880 -1.447070
311 6 0 -2.634335 -2.508777 -2.763108
312 6 0 -3.189987 -2.800841 -4.015132
313 1 0 -4.159350 -2.378781 -4.268462
314 6 0 -2.507335 -3.616140 -4.912428
315 6 0 -1.271484 -4.169645 -4.546642
316 1 0 -0.765704 -4.820415 -5.255266
317 6 0 -3.099952 -3.908026 -6.231772
318 1 0 -4.034417 -3.374813 -6.465732
319 6 0 -3.233884 -4.941769 -8.314291
320 1 0 -4.137188 -4.312816 -8.412598
321 6 0 -2.272122 -4.545887 -9.446522
322 1 0 -1.351457 -5.143916 -9.320287
323 6 0 -2.895078 -4.854724 -10.81214¢6
324 1 0 -2.183765 -4.574692 -11.596732
325 1 0 -3.777974 -4.214824 -10.939057
326 6 0 -3.290526 -6.327218 -10.928475
327 1 0 -2.388672 -6.952289 -10.876120
328 1 0 -3.750412 -6.515319 -11.904347
329 6 0 -4.243540 -6.724653 -9.799736
330 1 0 -5.183804 -6.167024 -9.908223
331 1 0 -4.496196 -7.788113 -9.866061
332 6 0 -3.626073 -6.418088 -8.434896
333 1 0 -2.724705 -7.025909 -8.282547
334 1 0 -4.319000 -6.667591 -7.624000
335 6 0 -0.791707 -2.764525 -9.207287
336 1 0 0.029260 -3.494595 -9.132142
337 54 0 0.000000 -0.000000 0.000000
338 54 0 0.000000 0.000000 4.234974
339 54 0 0.000000 0.000000 -4.234974

Xe@w-to-w(R/S) S6 cc3-rdimb
Standard orientation:

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 7 0 -0.892505 4.680805 1.934157
2 7 0 1.945163 4.285446 1.644991
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.836817
.448116
.545778
.025498
.322114
.449090
.364837
.124211
.040992
.302699
.222993
.108206
.104710
.249516
.405297
.999581
.335035
.000000
.510398
.073441
.817624
.960502
.810104
.267364
.099254
.919205
.986304
.494569
.678453
.281586
.817845
.186291
.510079
.470137
.821038
.288164
.504403
.875555
.498405
.095776
.193446
.455638
.544133
.368515
.994759
.856647
.370080
.814070
.192253
.682077
.300340
.386947
.255808
.012814
.683887
.607444
.738724
.499949
.979743
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.349056
.357058
.474144
.393746
.906839
.561383
.046827
.257691
.560515
.550577
.192515
.275970
.506198
.587492
.545109
.021526
.264394
.219884
.129520
.553798
.531318
.206750
.255766
.059383
.800057
.799358
.716568
.805577
.557590
.467636
.442740
.516467
.690212
.508926
.395117
.422072
.127200
.089843
.352883
.375577
.231615
.407101
.197724
.202561
.234653
.082631
.982746
.982820
.702963
.100457
.119739
.907405
. 768695
.841942
.458162
.113335
.827284
.567470
. 727931
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.041404
.361995
.975839
.231811
.713801
.718144
.748121
.845700
.001989
.334371
.229988
.251275
. 645758
.593372
.230609
.017286
.597185
.737287
.071345
.609030
.355174
.209320
.015854
.851104
.647525
.262098
.375474
.411033
.713801
.975839
.231811
.879188
.514589
.228371
.206633
.424519
.308865
.394376
.448494
.333994
.809198
.599656
.924256
.927753
.884271
.900667
.792615
.891721
.859779
.432136
.288883
.616110
.236901
.179005
.644991
.934157
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.810960
.883918
.649211
.206598
.458290
.974372
.491188
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.247475
.512600
.760978
.252603
.785172
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.236905
.946636
.824693
.489252
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.186888
.359703
.956211
.356339
.735808
.792347
.779847
.574752
.303751
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.006561
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.381847
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.155591
.751379
.615399
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.065099
.322704
.721480
.252603
.639035
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.831608
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.947055
.381046
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.808793
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.384066
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.506778
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.564341
.035640
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.464429
.941780
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.383668
.384924
.759690
.927785
.444499
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.903459
.155401
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.742451
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.741884
.941857
.525743
.341430
.014278
.307627
.664685
.363334
.694712
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.411033
.262098
.851104
.647525
.334371
.229988
.845700
.001989
.355174
.015854
.209320
.737287
.071345
.609030
.230609
.017286
.597185
.251275
.593372
.645758
.718144
.748121
.713801
.975839
.231811
.879188
.514589
.228371
.262098
.375474
.411033
.851104
.647525
.334371
.229988
.845700
.001989
.355174
.015854
.209320
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.609030
.071345
.230609
.597185
.017286
.251275
.593372
.645758
.718144
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.361995
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.228371
.879188
.206633



121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179

FoRFRPocoOROOYYddYdRrOORRPOORRPOORRFRFORPRPORPR OO O ODOR OO OO ORRFRFOR PR RO RO OR O

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

WP RPN DNDEDNDS D

.009607
.594411
.881609
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.971223
.529358
.312430
.809326
.957757
.097960
.664697
.268174
.302987
.624207
.026113
.717969
.211360
.659639
.467601
.304443
.191059
.364975
.089778
.277973
.294615
.214665
.086914
.929640
.403831
.454787
.211546
.875447
.909992
.993946
.655964
.175587
.417629
.101906
.189863
.889266
.410758
.669938
.758687
.664088
.734807
.143208
.202312
.278557
.607444
.683887
.452751
.899305
.735808
. 792347
.356339
.359703
.956211
.491188
.929026
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.703353
.543458
.719292
.859258
.381849
.655145
.202498
.914015
.396715
.074287
.891304
.243218
775773
.236620
.396385
.943581
.069240
322177
.505247
.365368
.438875
.877057
.517222
.903360
.382304
.848146
.535515
.837935
.164119
.072175
.234835
.830553
. 633301
.337077
.850986
.516124
.874050
.758593
.946181
.116576
.308940
.479346
.613464
.400222
.062246
.872700
.790720
.113335
.458162
.014278
.307627
.941780
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.464429
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.424519
.308865
.394376
.448494
.333994
.809198
.599656
.924256
.927753
.900667
.884271
.792615
.859779
.891721
.432136
.288883
.616110
.236901
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.178365
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.333994
.308865
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.616110
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.792615
.891721
.859779
.927753
.884271
.900667
.809198
.924256
.599656
.206633
.424519
.934157
.644991
.041404
.361995
.975839
.231811
.713801
.718144
.748121
.845700
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205
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222
223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
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.458290
.974372
.489252
.186888
.963668
.236905
.946636
.824693
.252603
.785172
.712476
.247475
.760978
.512600
. 649211
.206598
.883918
.979743
.810960
.322114
.545778
.025498
.406444
.084831
.773888
.618726
.009607
.594411
.881609
.286859
.971223
.529358
.312430
.809326
.957757
.664697
.097960
.268174
.624207
.302987
.026113
. 717969
.211360
.659639
.467601
-2.
.499949
.945163
.892505
.006561
.316391
.964713
.381847
.107344
.155591
.751379
.615399
.970018
.065099

738724

187

OB P> WWDHdWNDNNOORFDNE

NN D WD WwWwWw

.647118
.037114
.312225
.564341
.845608
.555532
.279075
.976023
.609942
.506778
.213297
.973742
.435194
.695479
.066097
.582021
.128427
.727931
.257572
.906839
.474144
.393746
.867201
.694712
.250764
.477583
.368648
.703353
.543458
.719292
.859258
.381849
.655145
.202498
.914015
.074287
.396715
.891304
775773
.243218
.236620
.396385
.943581
.069240
.322177
.827284
.567470
.28544¢6
.680805
.444499
.063149
.927785
.993286
.218036
.903459
.155401
.521276
.244757
.557576

.334371
.229988
.251275
.645758
.593372
.230609
.01728¢6
.597185
.737287
.071345
.609030
.355174
.209320
.015854
.851104
.647525
.262098
.375474
.411033
.713801
.975839
.231811
.879188
.514589
.228371
.206633
.424519
.308865
.394376
.448494
.333994
.809198
.599656
.924256
.927753
.884271
.900667
.792615
.891721
.859779
.432136
.288883
.616110
.236901
.179005
.644991
.934157
. 644991
.934157
.375474
.411033
.262098
.851104
.647525
.334371
.229988
.845700
.001989
.355174



239
240
241
242
243
244
245
246
247
248
249
250
251
252
253
254
255
256
257
258
259
260
261
262
263
2604
265
266
267
268
269
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271
272
273
274
275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294
295
296
297
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.322704
.721480
.252603
.295570
.639035
.831608
.947055
.489658
.381046
.714152
.082178
.808793
.321048
.678453
.281586
.817845
.186291
.510079
.470137
.919205
.986304
.494569
.267364
.099254
.302699
.222993
.124211
.040992
.817624
.810104
.960502
.000000
.073441
.510398
.405297
.335035
.999581
.108206
.249516
.104710
.449090
.364837
.384066
.548811
.448116
.836817
.574752
.303751
.779847
.202312
.278557
.909992
.993946
.211546
.875447
.664088
.143208
.734807
.410758
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.560287
. 771556
.609942
. 622742
.340501
.989577
. 742451
.288371
.963745
.741884
.941857
.525743
.341430
.557590
.467636
.442740
.516467
.690212
.508926
.799358
.716568
.805577
.059383
.800057
.550577
.192515
.257691
.560515
.531318
.255766
.206750
.219884
.553798
.129520
.545109
.264394
.021526
.275970
.587492
.506198
.561383
.046827
.363334
.664685
.357058
.349056
.384924
.759690
.383668
.872700
.790720
.830553
.633301
.072175
.234835
.613464
.062246
.400222
.116576

.015854
.209320
.737287
.071345
.609030
.230609
.01728¢6
.597185
.251275
.593372
.645758
.718144
.748121
.713801
.975839
.231811
.879188
.514589
.228371
.262098
.375474
.411033
.851104
.647525
.334371
.229988
.845700
.001989
.355174
.015854
.209320
.737287
.609030
.071345
.230609
.597185
.01728¢6
.251275
.593372
.645758
.718144
.748121
.041404
.361995
.361995
.041404
.514589
.228371
.879188
.206633
.424519
.308865
.394376
.448494
.333994
.809198
.599656
.924256
.927753
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.900667
.884271
.792615
.859779
.891721
.432136
.288883
.616110
.236901
.179005
.178365
.185449
.203014
.178365
.185449
.203014
.178365
.185449
.203014
.236901
.179005
.448494
.333994
.308865
.394376
.432136
.616110
.288883
.792615
.891721
.859779
.927753
.884271
.900667
.809198
.924256
.599656
.206633
.424519
.000000

Diphenlyether C2 cc3-dpe

Center
Number

Atomic
Number

Standard orientation:

(Angstroms)

e
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.758687 7.479346
.669938 7.308940
.101906 7.874050
.889266 8.940181
.189863 7.758593
.655964 7.337077
.417629 7.516124
.175587 7.850986
.403831 2.837935
.454787 3.164119
.214665 1.382304
.086914 0.848146
.929640 1.535515
.304443 -0.505247
.191059 -1.365368
.364975 -2.438875
.089778 -0.877057
.277973 0.517222
.294615 0.903360
.255808 -1.768695
.012814 -2.841942
.498405 -2.352883
.095776 -3.375577
.504403 -2.127200
.875555 -1.089843
.682077 -3.100457
.386947 -2.907405
.300340 -4.119739
.370080 -2.9827406
.814070 -1.982820
.192253 -3.702963
.368515 -3.202561
.994759 -4.234653
.856647 -3.082631
.193446 -2.231615
.544133 -1.197724
.455638 -2.407101
.821038 -1.395117
.2881064 -0.422072
.000000 0.000000
Coordinates
X Y
.000000 0.000000
.000000 1.188815
.752620 1.376910
.734914 2.235076
.754375 2.627026
.326449 0.552418
.717076 3.481834
.304962 2.052531
.022684 3.682598
.340121 2.776038
.289571 4.298181

.212603
.520383
.638128
.070312
.249138
.048686
.453310
.974904
.709602
.150990
.882627
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.191085
.520383
.638128
.070312
.249138
.048686
.453310
.974904
.709602
.150990
.882627
.191085

Dimesitylether C2 cc3-dpe?2
Standard orientation:

Center
Number

Atomic
Number

(Angstroms)

O J o U W
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.030854 4.654853
.000000 -1.188815
.752620 -1.376910
.734914 -2.235076
.754375 -2.627026
.326449 -0.552418
.717076 -3.481834
.3049062 -2.052531
.022684 -3.682598
.340121 -2.776038
.289571 -4.298181
.030854 -4.654853
Coordinates
X Y
.000000 0.000000
.166747 0.284286
.215619 1.193097
.317359 -0.352505
.458679 1.409674
.529710 -0.093078
.621391 0.779552
.511493 2.111016
.426751 -0.589525
.166747 -0.284286
.215619 -1.193097
.317359 0.352505
.458679 -1.409674
.529710 0.093078
.621391 -0.779552
.511493 -2.111016
.426751 0.589525
.949448 1.040887
.000000 1.940405
.210021 -1.296108
.210021 1.296108
.000000 -1.940405
.949448 -1.040887
.309565 2.800677
.605297 2.305435
.651682 1.311320
.822958 -0.783225
.185939 -1.723053
.514732 -2.115058
.185939 1.723053
.514732 2.115058
.822958 0.783225
.651682 -1.311320
.309565 -2.800677
.605297 -2.305435
.834883 -1.693280
.414047 -0.108579
.649860 -1.522461
.834883 1.693280

0
0
-0

0

-0.
-1.
.761926
.355579
.005758
.191893
.191893
.005758
.355579
.604748
.170903
.622253
.077662
.434566
.978027
.434566
.978027
.077662
. 622253
.604748
.170903
.225027
.6926091
.664936
.225027

0
-1
-1

.227059
.541958
.517870
.024625
.122444
.396261
.690909
-1.

952918

.761926
.541958
.517870

1.
-1.
.396261

024625
122444

690909
952918



-1.
-0.

692691
664936

Octachloropropane C2v cc3-dped
Standard orientation:

Atomic

(Angstroms)

P O WOo Jo Ul b W

=

.249343
.557744
.249343
.579605
.579605
.938936
.938936
.264481
.264481
.264481
.264481

Hexachloropropene Cs cc3-dpeb6

Standard

Atomic

(Angstroms)

.000000
.000000
.000000
.000000
.000000
.000000
.000000
.464751
.464751

Benzylbenzoate Cl cc3-dpe8
Standard orientation:

Center
Number

Atomic
Number

(Angstroms)

O ~J o Ul WN
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-5.414047 0.108579
-5.649860 1.5224061
Coordinates
X Y
0.000000 1.387165
0.000000 0.000000
-0.000000 -1.387165
-1.457251 0.000000
1.457251 -0.000000
0.000000 2.723316
-0.000000 -2.723316
-1.441663 1.583295
1.441663 1.583295
-1.441663 -1.583295
1.441663 -1.583295
orientation:
Coordinates
X Y
1.345643 -0.498115
0.006418 -0.619332
-0.951655 0.582384
-0.684206 -2.197645
-2.660504 0.094505
2.392933 -1.861747
2.178870 1.002484
-0.684206 1.575625
-0.684206 1.575625
Coordinates
X Y
1.218485 1.321574
1.161409 1.872856
1.230302 2.059895
2.427199 0.426772
2.428900 -0.803382
3.574693 0.839404
3.563838 -1.606926
1.532138 -1.129553
4.715009 0.039603
3.575643 1.791502
4.711029 -1.186093
3.554373 -2.563991
5.602396 0.371211

191

.088452
.033516
.719608
.037909
.698624
.637093
.682377
.217186
.646535
.161933
.012039
.194966
176727
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-0.
0.

0

-0.

-0

0.

-0
-0

0.

.000607
031826
113109
.319235
008780
.277388
155358
.379985
.407574
053210
.361882
.214323
.590109
.181399
.294715

Tetrachloroethene D2h cc3-dpel2

Standard orientation:

(Angstroms)

Center Atomic
Number Number
1 6
2 6
3 17
4 17
5 17
6 17

.669843
.669843
.588960
.588960
.588960
.588960

Mesitylene C3v cc3-mes2

Center Atomic
Number Number

Standard orientation:

(Angstroms)

5.596560 -1.813893
0.048058 0.506790
-1.120952 1.155618
-1.194718 2.343841
-2.294004 0.244303
-2.147754 -1.117979
-3.564342 0.798526
-3.277376 -1.922899
-1.155048 -1.534879
-4.689795 -0.010059
-3.645229 1.860741
-4.545976 -1.370571
-3.168716 -2.982150
-5.678802 0.418100
-5.425460 -2.002233
Coordinates
X Y
0.000000 -0.000000
0.000000 -0.000000
0.000000 1.451545
-0.000000 -1.451545
-0.000000 -1.451545
-0.000000 1.451545
Coordinates
X Y
1.199694 0.692644
0.000000 1.404735
-1.199694 0.692644
-1.216536 -0.702367
-0.000000 -1.385288
1.216536 -0.702367
2.142466 1.236954
-2.14240606 1.236954
-0.000000 -2.473907
-2.522562 -1.456402
-2.848152 -1.644382
-3.315643 -0.890952
-2.429409 -2.425955
0.000000 2.912803
-0.886234 3.316907
0.000000 3.288763
0.886234 3.316907
2.522562 -1.456402
3.315643 -0.890952
2.848152 -1.644382
2.429409 -2.425955

.011796
.009247
.011796
.009247
.01179¢6
.009247
.024022
.024022
.024022
.012907
.042255
.484710
.484710
.012907
.484710
.042255
.484710
.012907
.484710
.042255
.484710



HCC13@CC3 C1 cc3-rccl33

Number

Standard orientation:

(Angstroms)
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Coordinates
X Y
.859179 -4.664270
.711533 -3.293610
.750660 -0.496789
.115178 -0.088588
.046630 -4.057972
.3593406 -4.729388
.032151 -3.463778
.463297 -3.775679
.162051 -3.210753
.280014 -4.955218
.847643 -4.297684
.810854 -4.708194
.199190 -5.315032
.278983 -5.136469
.620682 -4.964851
.874559 -4.479828
.475930 -6.596048
.535037 -6.865163
.933920 -7.248700
.954541 -6.833491
.067286 -7.885762
.555867 -6.247960
.487883 -6.417719
.867268 -7.046727
.115796 -6.553553
.996740 -2.948705
.452063 -3.686304
.848293 -1.542670
.440377 -0.504048
.015826 -0.756310
.275748 0.816925
.519939 1.107005
.402445 2.146869
.941956 0.084479
.106380 -1.244426
.639023 -2.031985
.187771 0.403640
.048638 1.475348
.068133 -0.078004
.967815 1.021350
.348571 -0.671447
.247135 -1.765592
.061185 -0.365155
.059002 -0.816555
.204878 0.721139
.260565 -0.863259
.185194 -1.958562
.785281 -0.613532
.145818 -0.262380
.073388 0.826237
. 729459 -0.643563
.863652 -0.5733406

.348146
.414743
.377959
.505438
.551717
.756342
.353356
.160118
.796149
.306157
.988905
.114154
.806172
.222408
.248877
.425123
.187314
.115880
.510614
.605243
.886779
.313994
.716844
.065474
.738185
.403566
.013647
.823039
.091258
.203820
.487672
. 632415
.925986
.372467
.957992
.543701
.599996
.811223
.586033
.636433
.589358
.471873
.911909
.887293
.978487
.114931
.076463
.043173
.112948
.241482
.957575
.799475
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54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
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.005645
.860112
.594800
.422422
.269080
.419393
.382807
.840263
.654585
.398515
.700035
.103434
.173381
. 758290
.842669
.044450
.042277
.448410
.085840
.518598
.168350
.484855
.913645
.877494
.647430
.964128
.474813
.597849
.005751
.500115
.554545
.232662
.080892
.899636
.325317
.246302
.455534
.060378
.294762
.323417
.186039
.916364
.404090
.982681
.463370
.854259
.611814
.355137
.213343
.243211
.703327
.046487
.189432
.795841
.638223
.041368
.408540
.266386
.883607
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.656932
.118804
.871062
.958454
.044200
.811120
.514298
.115314
.602306
.131402
.333003
.457494
.203752
.205424
.015668
.153814
.957529
.039510
.992898
.266063
.353339
.999300
.200297
.000002
.503808
.160310
.888777
.116998
.846505
.086644
.835285
.799470
.075820
722397
.806552
.262476
.844234
.996831
.254541
.065479
.556819
.046726
.153953
.563023
.112206
.666700
777164
.013999
.163354
.912088
.501151
.380984
.948247
. 426273
.741491
.289856
.873013
.021278
.905025
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.695106
.776923
.630973
.663370
.597823
.361040
.972975
.072739
.377537
.014730
.619365
.738476
.790082
.673299
.578450
.596931
.639050
.780420
.706690
.688667
.117916
.943567
.230498
.192391
.137055
.173832
.015077
.063583
.044553
.532254
.726304
.267944
.865832
.487372
.709869
.939167
.045053
.330761
.496517
.792759
.555895
.392667
.166514
. 769597
.226678
.706155
.992910
.248111
.940148
.185796
.723194
.763849
.209047
.698361
.816215
.974817
.921701
.228629
.698205
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117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
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144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170

PO RFOHHPEFPFORFRREFPFOHFEFPEFOPFORFOFOF O OORFROOD ODFOOLOFORFFPRPODRREFRFORRPRPORRRFRPODRFRRORFRPORFRPODOOR OIS JJJF

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

OO WNOOO J U WS DU B PPWWHSEDDWNDNNDNNDNWSODDOOOO O OO J0OJOTOUTUOWMAdAEPENENREFE WHSDWL

.378609
.565977
.684312
.643344
.007056
.669673
.727128
.300129
.330359
.956596
.502997
.984648
.453750
.939468
.525251
.194790
.028236
.304758
.048275
.857955
.358554
.916849
.875260
.288004
.753044
.586228
.733473
.334670
.008054
.117575
.964243
.463048
.684263
.166595
.558850
.223532
.909444
.788547
173775
.788573
.110230
.409508
.056672
.646986
.380871
.959476
.093168
.765164
.229576
.472677
.863735
.519156
.237995
.895855
.475130
.716933
.493846
.023654
.342955

195

P owdbhbdbdUooo~JdJoOoOO I JOO Do o dWNOOO R

.600933
.340037
.120555
.312989
.916277
.922175
.731964
.791097
.438195
.021374
.033014
.552259
.003329
.450278
.709245
.953957
.206211
.731020
.232971
.210959
.752684
.461115
.337790
.053408
.525042
.778094
.875014
.459061
.891407
.317971
.385471
.394336
.974211
.683699
.409123
.468201
.826700
.855563
.516787
.752522
.270813
.203187
.649769
.707837
.996279
.239762
.087201
.607270
.168324
.636727
.187148
.879085
.135522
.571046
.813416
.133015
.671922
.829852
.431543

OocoorMNMNORER P EFE O

.237614
.203255
.142590
.349088
.388513
.814704
.979269
.777130
.939046
.083563
.341637
.484498
.289433
.534967
.128014
.553681
.971268
.299339
.927327
.494592
.334005
.954931
.460235
172377
.014783
.599384
.909554
.085825
.736734
.730990
.866899
.536403
.335686
.976103
.346940
.547590
.784118
.166188
.796485
.262548
.964303
.157586
.862028
.324977
.347702
.345437
.004984
.729532
.113801
.406863
.136974
.619940
.578439
.904843
.598199
.342531
.9724006
.279392
.106459



-1.
1.
-0.

0.
0.
-1.

723220
008268
146826

Diphenlyether@CC3 C2 cc3-dpel
Standard orientation:

Number

(Angstroms)

O J o Ul WN

BSOS DD D DD P WLWWWWWWWWWDNDNDNDNNDNDNdNNdNNRPRPRPRRERRRRR
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eNeoloBololololNoNoNoNolBoBolololoNoNoNololololeololoNoNoloBolololeleolNoNoNolNolololeoleololNoNololole o]

196

621966 -0.210060
120759 0.491586
125207 -1.883013
Coordinates
X Y
.148652 0.876300
.148652 -0.876300
.628171 0.343791
.401985 1.975425
.954706 2.359209
.099175 2.719820
.542717 1.145808
.034706 0.400003
.491365 -0.586901
.762184 0.090935
.217105 -0.915878
.762184 -0.090935
.217105 0.915878
.216134 -0.821643
.306596 -0.924249
.800026 -1.837336
.759176 -0.092243
.079719 -0.646193
.242439 0.893119
.759176 0.092243
.079719 0.646193
.242439 -0.893119
.216134 0.821643
.800026 1.837336
.306596 0.924249
.034706 -0.400003
.491365 0.586901
.542717 -1.145808
.954706 -2.359209
.099175 -2.719820
.459537 -3.083918
.583404 -2.605336
.968551 -3.184937
.168260 -1.397010
.635003 -0.660694
.099538 0.285764
.311832 -0.884632
.851906 -1.637010
.772846 0.713572
.951231 -0.037123
.516013 2.006433
.306534 2.796706
.758821 2.519749
.547200 3.489666
.930993 1.808101
.992766 2.598410
.837407 3.369194
.865266 2.905357

-8

-9.
.566610
-9.
-9.
.566610

-10

-10

-9.
-8.
.392931
.391249
.217718
.392470

-8
-8
-5
-5

-4.
-3.
.233413
.595125
-1.
.073436
.271743
.337657
.603323
.490128
.892567
.642291
.148663
.038019
.765040
.814639
.277553
.632802
.083864
.851001
.502449

-4
-2

.989323
.989323
.462511
.967614
.668177
.233413
.049093
.217718
.392470
.144988
.120962
.144988
.120962
.414406
.391249
.392931

678008

725579
678008

725579
414406

049093
668177

908680



49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.250022
.500134
.110424
.015009
.800773
.181046
.454092
.457431
.628171
.401985
.000000
.233029
.635003
.099538
.168260
.311832
.851906
.772846
.951231
.516013
.306534
.758821
.547200
.930993
.992766
.865266
.837407
.250022
.110424
.500134
.015009
.800773
.181046
.454092
.457431
.269046
.155932
.968652
.995078
.946361
.048511
.048100
.220269
.287285
.061898
.942086
.096277
.953212
.591938
.715886
.625177
.935560
.514714
.084396
.237408
.853303
.619425
.483618
.204804

197

.254558
.504482
.321589
.795749
.495927
.186289
.803980
.518833
.343791
.975425
.467889
.054482
.660694
.285764
.397010
.884632
.637010
.713572
.037123
.066433
.796706
.519749
.489666
.808101
.598410
.905357
.369194
.254558
.321589
.504482
.795749
.495927
.186289
.803980
.518833
.893061
.150176
.482616
.222137
.052912
.099036
.798409
.716222
.303742
.692155
.664213
.399864
.164064
.333233
.479955
.434611
.367941
.225304
.825420
.055433
.580850
.888001
.741327
.874811

.766167
.003602
.440391
.541150
.359605
.998449
.805316
.033497
.462511
.967614
.659448
.232300
.337657
.603323
.271743
.490128
.892567
. 642291
.148663
.038019
.765040
.814639
.277553
.632802
.083864
.502449
.851001
.766167
.440391
.003602
.541150
.359605
.998449
.805316
.033497
.682534
.868815
.147156
.633575
.216836
.825997
.048970
.285483
.373105
.661178
.322938
.461513
.117738
.989872
.647212
.264967
.313540
.656445
.937493
.598175
.131200
.517253
.179426
.749060



108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166

FRPOoORPRPOORRFPOFEFOFRORPROORPROODF OO OO OO PR RPOR RO PO OROROOOOR NI JJdJdFR OOR P o

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

o

ONWNENNMNRPEPPOOORPRPFPFORFRORFRDNWWOO

.575805
.321366
.257815
.821286
.971883
.233029
.000000
.724194
. 724194
.583464
.968551
.459537
.821286
.971883
.591938
.715886
.096277
.953212
.575805
.257815
.321366
.619425
.204804
.483618
.084396
.853303
.237408
.625177
.514714
.935560
.061898
.942086
.048100
.220269
.287285
.269046
.155932
.968652
.995078
.946361
.048511
.824046
.699775
.661423
.486419
.661423
.486419
.779825
.736642
.009614
.657182
.496856
727767
.657182
.496856
.727767
.779825
.009614
.736642

198
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-0

=N e

.806374
.987859
.821832
.358848
.675477
.054482
.467889
.283250
.283250
.605336
.184937
.083918
.358848
.675477
.333233
.479955
.399864
.164064
.806374
.821832
.987859
.888001
.874811
. 741327
.825420
.580850
.055433
.434611
.225304
.367941
.692155
.664213
.798409
.716222
.303742
.893061
.150176
.482616
.222137
.052912
.099036
.360246
.753320
.393141
.342289
.393141
.342289
.239014
.772342
.002209
.390213
.316506
.027914
.390213
.316506
.027914
.239014
.002209
772342

=

=
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.792092
.185804
.840356
.208296
.833780
.232300
.659448
.453384
.453384
.908680
.073436
.595125
.20829¢6
.833780
.989872
.647212
.461513
.117738
.792092
.840356
.185804
.517253
.749060
.179426
.937493
.131200
.598175
.264967
.656445
.313540
.661178
.322938
.048970
.285483
.373105
.682534
.868815
.147156
.633575
.216836
.825997
.824026
.103036
.600419
.579002
.600419
.579002
.876722
.852727
.856184
.141521
.189010
.029125
.141521
.189010
.029125
.876722
.856184
.852727



PFRPrPFPORFORFOODODORFRERFRPPEPORFRORFE OO OO ©F O
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.824026
.103036
.862838
.227445
.996049
.986214
.543958
.441889
.517324
.953524
.302224
.384984
.114625
.967953
.227445
.996049
.986214
.543958
.441889
.517324
.953524
.302224
.384984
.114625
.967953

C2 cc3-dpe3

Standard orientation:

Center
Number

(Angstroms)

O 1o U W

NNNMNMNNMNNMNNNNNRRPRRRRR R R
U™ WNRERP OWOWwWJoUu d WP O W

R FHFORFPFPORPRPFPFORFRFPORFPORFRPORFFOODRF OJJJ

oNeoNoBololololoNoNoNoloBolololNoNoNololololelelolNolNo]

199

.824046 -1.360246
.699775 -0.753320
.000000 0.000000
.141919 0.387383
.550357 -0.116636
.975592 1.209216
.830388 0.182458
.907256 -0.792791
.250455 1.502809
.611651 1.546258
.685557 0.979475
.180688 -0.256616
.913628 2.121896
.700605 1.162113
.141919 -0.387383
.550357 0.116636
.975592 -1.209216
.830388 -0.182458
.907256 0.792791
.250455 -1.502809
.611651 -1.546258
.685557 -0.979475
.180688 0.2560616
.913628 -2.121896
.700605 -1.162113
Coordinates
X Y
.824690 1.138569
.824690 -1.138569
.510566 -1.126879
.088391 -0.068092
.982727 2.423564
.027256 2.501122
.953773 1.561976
.725602 0.816471
.410371 -0.026576
.698775 0.319622
.436384 -0.503554
.698775 -0.319622
.436384 0.503554
.892278 -1.171489
.893304 -1.615977
.173469 -2.000585
.687744 -0.335911
.806257 -0.964990
.46590601 0.437695
.687744 0.335911
.806257 0.964990
.465901 -0.437695
.892278 1.171489
.173469 2.000585
.893304 1.615977
.725602 -0.816471

.430507
.430507
.886641
.791678
.825547
.338513
.347187
.598852
.782471
.619323
.620607
.619323
.620607
.876108
.856784
.846763
.141581
.030082
.19439¢6
.141581
.030082
.194396
.876108
.846763
.856784
.598852



27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
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.410371
.953773
.982727
.027256
.242870
.511333
.710369
.481601
.184043
.947829
.828272
.204432
.824547
.914183
.076371
.038681
.475208
.631804
.510148
.559704
.567184
.546000
.304112
.407957
.052662
.899473
.801686
.701161
.490828
.707870
.510566
.088391
.944369
.338894
.184043
.947829
.481601
.828272
.204432
.824547
.914183
.076371
.038681
.475208
.631804
.510148
.559704
.546000
.567184
.304112
.052662
.407957
.899473
.801686
.701161
.490828
.707870
.456370
.057279

200
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.026576
.561976
.423564
.501122
.175469
.104635
.727249
.240965
.444833
.772599
.193296
.152025
.256118
.210903
.103838
.830447
.239816
.584651
.168819
.248504
.723087
.372122
.354614
.332032
.319293
.237427
.302636
.057930
.042703
.873542
.126879
.068092
. 649731
.788687
.444833
.772599
.240965
.193296
.152025
.256118
.210903
.103838
.830447
.239816
.584651
.168819
.248504
.372122
.723087
.354614
.319293
.332032
.237427
.302636
.057930
.042703
.873542
.400144
.623096

.782471
.347187
.825547
.338513
.681726
.090688
.222494
.598369
.706994
.090296
.986231
.603607
.270717
.722494
.282811
.872284
.330385
.034332
.914735
.747946
.260375
.288378
.772938
.282533
.571555
.366466
.934167
.065170
.934238
.243174
.886641
.791678
.878324
.113896
.706994
.090296
.598369
.986231
.603607
.270717
.722494
.282811
.872284
.330385
.034332
.914735
.747946
.288378
.260375
.772938
.571555
.282533
.366466
.934167
.065170
.934238
.243174
.930208
.037725



86

87

88

89

90

91

92

93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144

accsooo—Hrooook,PoyRPFHFPFOHHFRHRPRORFREFPFONHFRFRFRFOFORFORFOOORFPRODYIJIIIJIdIF,FOHFF PO RFRFORFRPRPORPRFRPORFRRORFRORFRORODODR OO R
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.523014
.030585
.430551
.665103
.755631
.792580
.042861
.933788
.278875
.130749
.238013
.660862
.556394
.000000
.285446
.931025
.900819
. 797551
.381131
.319379
.429363
.988940
.007001
.936712
.288935
.205896
.687191
.338894
.944369
.391433
.391433
.511333
.710369
.242870
.205896
.687191
.660862
.556394
.130749
.238013
.007001
.288935
.936712
.319379
.988940
.429363
.900819
.381131
. 797551
.000000
.931025
.285446
.933788
.278875
.755631
.792580
.042861
.456370
.057279

201
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D

.346394
.074692
.315273
.665702
.045313
.591295
.170043
.204440
.630067
.825966
.857643
.818185
.669918
.156877
.117115
.245675
.357226
.301003
.283973
.372104
.509201
.214034
.059370
.951563
.045186
.101704
.193876
.788687
.649731
.643508
.643508
.104635
.727249
.175469
.101704
.193876
.818185
.669918
.825966
.857643
.059370
.045186
.951563
.372104
.214034
.509201
.357226
.283973
.301003
.156877
.245675
117115
.204440
.630067
.045313
.591295
.170043
.400144
.623096

ONDNOEFENDdWWW

.200151
.871204
.603346
.281112
.470620
.654764
.769315
.067292
.844598
.598488
.246374
.863845
.493729
.235095
.292062
.659688
.955273
.587248
.220909
.513305
.142354
.719268
.879586
.304523
.938551
.172463
.811738
.11389¢6
.878324
.565783
.565783
.090688
.222494
.681726
.172463
.811738
.863845
.493729
.598488
.246374
.879586
.938551
.304523
.513305
.719268
.142354
.955273
.220909
.587248
.235095
.659688
.292062
.067292
.844598
.470620
.654764
.769315
.930208
.037725



145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201
202
203
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.523014
.030585
.430551
.665103
.442671
.940150
775627
.000005
.775627
.000005
.369826
.453980
.208143
.756718
.980542
.209465
.756718
.980542
.209465
.369826
.208143
.453980
.442671
.940150
.000000
.005828
. 712962
422676
.830241
.539605
.274628
.407770
.864967
.005828
.712962
.422676
.830241
.539605
.274628
.407770
.864967
. 787509
. 787509
.382710
.382710
.526321
.526321
.325623
.357301
.873930
.283758
.075534
.562324
.272024
.050763
.592562
.357301
.873930
.325623
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.346394
.074692
.315273
.665702
.250034
.706693
.084329
.163478
.084329
.163478
.500472
.343567
.586750
.100201
.174747
.355593
.100201
.174747
.355593
.500472
.586750
.343567
.250034
.706693
.000000
.732321
.316674
.867920
.066610
.564610
.188754
. 703691
. 422657
.732321
.316674
.867920
.066610
.564610
.188754
.703691
.422657
.369746
.369746
.953819
.953819
.972358
.972358
.318050
.764924
.464621
.325997
.667012
.572838
.309901
.751824
.813173
.764924
.464621
.318050

=
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.200151
.871204
.603346
.281112
.969036
.193450
.663777
.624009
.663777
.624009
.958690
.936240
.944905
.220713
.263417
.107753
.220713
.263417
.107753
.958690
.944905
.936240
.969036
.193450
.721316
.120663
.977719
.835810
.583476
.400642
.290073
.263518
.987498
.120663
.977719
.835810
.583476
.400642
.290073
.263518
.987498
.098182
.098182
.226673
.226673
.992123
.992123
. 648255
.254666
.905841
.915836
.519580
.847106
.300977
.893726
.517832
.254666
.905841
. 648255



.893726
.517832
.300977
.519580
.847106
.915836

Octachloropropane@CC3 Cl cc3-dpeb

Standard orientation:

(Angstroms)

O J o U bW
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203

.050763 1.751824
.592562 0.813173
.272024 1.309901
.075534 -1.667012
.562324 -2.572838
.283758 -3.325997
Coordinates
X Y
.847280 1.899475
.058735 -0.927091
.376089 -5.158142
.820784 -4.331615
.955525 3.372510
.642471 2.778945
.610648 3.439359
.130393 2.728741
.904703 2.956146
.290043 1.341750
.810406 1.432908
.637120 -0.148790
.732730 -0.247391
.205326 -0.688217
.492064 -1.743929
.891158 -0.654518
.806054 0.111797
.460535 -0.295003
.899779 0.010775
.435317 1.588767
.890526 2.172544
.652985 1.698654
.879955 2.137549
.974639 2.101311
.589401 3.188018
.592110 -1.853405
.663374 -2.018316
.019252 -2.774300
.396986 -2.737165
.007943 -2.016313
.958415 -3.573025
.135125 -4.464410
.582871 -5.085041
.237950 -4.490632
.787445 -3.655932
.863510 -3.675805
.114685 -5.296700
.598189 -6.004648
.138348 -6.047890
.506144 -6.471031
.302290 -5.297962
.882415 -4.804794
.216495 -6.278583
.045450 -5.710393
.645990 -6.700126

=)

.246558
.584802
.441080
.065707
.008004
.606375
.401626
.605603
.907814
.469796
.486663
.597252
.497747
.970117
.031833
.019694
.124351
.080632
.110522
.999529
.806590
.100214
.645277
.566087
.532114
.010819
.209185
.029209
.765377
.303703
.806118
.101803
.329086
.334376
.319154
.472519
.456782
.788524
.578125
.222508
.089246
.710941
.842010
.278386
.680302
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48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
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72
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75
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77
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80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
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-5

733893

-6.364671
-6.366202

-4
-3
-4
-3
-4
-2
-4
-5

2

3
5
3
0
1
-0
0
0
2
2
4
4
5
6
4
5
6
6
4
4
3
3
3
2
4
5
4
3
3
3
3
3
4
4
5
4
4
5
5
5
5
6
5
5
7
7
7

566998
984205
931116
667255
222882
809081
398296
169055
117713
938038
383209
943720
297285
351894
120382
867878
451200
991082
474924
254884
718700
252422
146218
804454
612025
310626
125935
350360
596065
882365
363054
795019
440915
526057
185800
348274
624804
225913
346256
845715
596278
567172
822666
355784
945765
802340
798928
342705
387774
764493
009412
716481
560579
528341
975597
922129

204

.401384
.977007
.081482
.155811
.651212
.942499
.191688
.747267
.716532
.201878
.923627
.195145
.017251
.170889
.967390
.135060
.166741
. 773846
.397139
.038269
.954251
.206756
.155499
.830929
.033558
.435385
.282506
.312693
.912098
.056256
.111852
.015239
.441044
.254255
.983672
.808713
.922648
.810655
.701803
.735298
.688786
.558898
.659236
.571761
.706821
.482826
.425944
.020882
.879149
.511949
.277656
.823905
.002764
.150309
.317321
.961706
.174103
.407958
.140980

oOoroMNhdEFE P oo
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.054541
.847455
.526051
.689291
.099130
.358605
.459386
.295918
.893792
.096911
.360205
.639062
.452656
.482309
.475919
.613675
.876497
.436281
.530629
.262964
.249658
.191923
.603740
.345082
.376796
.585709
.348054
.624530
.217840
.311837
.304255
.264045
.241939
.484261
.457167
.692062
.194861
.319290
.010473
.210052
.547532
.901468
.417113
.953298
.227105
.530486
.584433
.664635
.340773
.094628
.746493
.352887
.989024
.821262
.863752
.232907
.667722
.315473
.998712



105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
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.918292
.541167
.007448
.328687
.757307
.576905
.397604
.973750
.150317
.279978
.147211
.863174
.466062
.815505
.385511
.770237
.450097
.559312
.036875
.743181
.187978
.230775
.314835
. 749077
.878421
.937542
.404778
.713004
.147439
.258062
.235498
.697181
.104576
.673240
.422782
.236258
.607909
.270242
.086263
.197427
.769533
.811349
.357853
.022630
.752453
.503564
.196371
.157197
.037445
.680579
.924505
. 773366
.338995
.163029
.815339
.831854
.040068
.312409
.610704

205

.897652
.708978
.882647
.56744¢6
.743255
.371164
.439951
.824723
.088993
.908567
.760036
.438674
. 746733
.220781
.013842
.798170
.332699
.893152
.209415
.288790
.922258
.273182
.865850
.571019
.653147
.587064
.330026
.225210
.228464
.593775
.271543
.957858
.653980
.539538
.250487
.146228
.883573
.6439%64
.165082
.426885
.423258
.411302
.127800
.661096
.679310
.743028
.179632
.209790
.263398
777746
.596424
.096442
.602487
.537351
.489256
.795902
.477091
.513238
.417364

SO uwouwvwvwuwuwJdJdJJdJoooouud Wbk wWWNhEFEFEFEFNMNMNWNMNRPRPOOODODONMNMNEREPEDNEDN

=

[

.217115
.420224
.103133
.246092
.339618
.295118
.492949
.204255
.207395
.547542
.660633
.528698
.085986
.171188
.852685
.382771
.114150
.101312
.622859
.501888
.216166
.893011
.906717
.226394
.801915
.072803
.525958
.395517
.330531
.319230
.013132
.680390
.005278
.599612
.403573
.832060
.955059
.126803
.104458
.156634
.236796
.028832
.875717
.544598
.028092
173737
.682760
.500598
.717056
.805959
.929044
.933350
.779827
.251187
.429548
.078994
.211990
.11819¢6
.144858
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.028128
.152727
.971354
.055073
.461319
.035094
.837170
.289315
.533099
.752430
.010316
.073671
.293700
.499145
.619777
.444602

Hexchloropropene@CC3 Cl cc3-dpe77

Standard orientation:

Number

(Angstroms)

O J o U bW
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206

.941308 -1.134772
.357043 -0.125904
.793008 -1.821769
.419789 0.599443
.216369 1.603473
.209359 0.343191
.083302 -0.146674
.493452 0.343295
.025086 0.354104
.045929 -1.916434
.673219 -0.013354
.796504 -0.601999
.174174 2.072684
.404002 -0.508123
.847753 2.055898
.577019 0.068584
Coordinates
X Y
.532703 0.397332
.870662 3.190253
.873778 4.952518
.289998 2.955814
.639983 -1.890355
.538403 -1.285394
.486400 -1.488610
.497363 -0.308217
.545539 -0.097153
.443754 1.456816
.411538 1.569252
.849030 2.801991
.854154 2.682048
.896327 3.897539
.208329 4.835780
.875721 4.053560
.826149 3.527210
.821022 4.322046
.856762 3.446432
.408891 2.193256
.093775 1.911142
.412623 2.299887
.373202 1.095705
.380371 0.930175
.043007 0.142945
.301693 3.595690
.376836 3.619231
.399272 4.049576
.009412 4.053183
.386853 3.757386
.838385 4.411142
.295442 4.755673
.974347 5.008652
.080978 4.754490
.928718 4.419395

.137249
.507652
.579947
.681299
.362434
.458154
.051447
.940298
.452664
.126595
.504868
.507088
.064696
.581443
.109345
.955010
.736373
.489730
.364831
.355807
.162438
.806173
.293024
.888603
.721094
.386523
.148305
.309544
.492402
.460320
.451170
.204919
.605550
.011945
.078627



36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
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.002058
.634716
.900097
.316692
.460769
.138891
.960765
.732444
.327357
.903856
.573684
.441754
.964740
. 748570
.932141
.360760
.164396
.972924
.544050
.716361
.669370
.031901
.386294
.223151
.127618
.320793
.590818
.297089
.935703
.839420
.135312
.969879
. 444719
.578265
.634560
.551480
.518157
.724981
.571806
.916490
.421943
472166
.277301
.233965
.328622
.292217
. 748985
.047227
773791
.475399
.258818
.401004
.644669
.549507
.942080
.011531
.214231
.101428
.093893

207
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NN O

.411180
.042176
.325012
.282699
.450055
.119093
.909832
.501356
.659189
.640442
.774905
.599275
.027556
.931392
.166949
.835031
.559485
.393327
.370288
.842223
.756303
.868504
.438783
. 727754
.753885
.235888
.941629
.389572
.189289
.101967
.807863
.518437
.060434
.308011
.030098
.460503
.729994
.799075
.492907
.095707
.550119
.073581
.316414
.588767
.864942
.126030
.226459
.640612
.502202
.163359
.228081
.454833
.073545
.469196
.588163
.135004
.405503
.054575
.532797
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.905039
.326862
.096735
.921268
.599812
.494563
.786426
.857678
.228085
.564459
.777574
.127674
.768830
.212565
.908760
.123348
.850128
.126173
.452640
.249166
.703076
.540861
.831220
.308423
.771334
.924485
.438740
.129070
.987263
.377251
.422800
.593484
.141151
.939225
.158730
.971220
.320736
.476135
.447612
.297882
.750100
.710738
.976412
.741674
.561917
.900014
.740527
.62444¢6
.455712
.744995
.711289
.935898
.937075
.874074
.754429
.445268
.366325
.759898
.752255



95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
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.434923
.202163
.519476
.703032
.839835
.183630
.585220
.310132
.536021
.504195
.214990
.050945
.269679
.910223
.140996
.530930
.297769
.6205009
.809924
.409263
.900962
.676346
.450734
.455300
.625082
.820968
. 723329
.058441
.792802
.819349
.041495
.106699
.895328
.846438
.664835
.589763
.948763
.910069
.276997
.692652
.629451
.863193
.804536
.393416
.814050
.866162
.547943
.511585
.988981
.749073
.330548
.076446
.638588
.085792
.209808
.521761
.069436
.333778
.284603

208
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.157899
.514332
.905083
.492074
.407166
.901861
.812921
.679244
.337324
.756769
.944902
.348598
.112843
.447659
.020029
.916164
. 444427
216171
.232778
.154282
.704889
.499558
.783765
.668241
.025286
.366830
.778818
.461962
.664941
.470918
.227805
.853520
.868529
.059394
.196705
.426285
.994225
.179406
.152454
.443848
.810931
.580277
.762957
.096837
.997617
.833378
.619965
.630678
.573580
.552742
.493474
.647686
.839892
.765755
.653119
.317627
.609880
.556840
.267695

oo U Ul wWww b dDdwbhDwwN

.182856
.836627
.160646
.168720
.164180
.888749
.176242
.478874
.498055
.454350
.489694
.518693
.732042
.494936
.479576
.234884
.679951
.708065
.831114
.861983
.202308
.226760
.461710
.829386
.557958
.758350
.991321
.120632
.336620
.398883
.606705
.142812
217737
.975933
.674674
.214278
.915317
.166148
177297
.064582
.581457
.417880
.661956
.619963
.879598
.179030
.012838
.510493
.457757
.111003
.459732
.309544
.833144
.973591
.036415
.453524
.061338
.265803
.393996
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.122844
.361200
.858727
.560487
.671676
.469119
.341235
.337866
. 620471
.260869
.384989
.155825
.8422006
.167450
.101773
.118664
.042468
.214509
.230604
.054205
.128951
.480014
.971102
.884693

Benzylbenzoate@CC3-a Cl cc3-dpe9

Standard orientation:

(Angstroms)

O ~J o U WN
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209

.003627 -3.301089
.476657 -2.305918
.316473 -2.798620
.788130 -1.271995
.129858 -3.010571
.891834 -4.063665
.996469 -3.003329
.927429 -2.341864
.195843 -1.314833
.656100 -2.865138
.733133 -2.312087
.408618 -3.335671
.877319 -1.803295
.960725 -2.137333
.863235 -3.232671
.497675 -1.014107
.614846 -0.004980
.897450 -0.183938
.200972 1.585170
.794743 1.331705
.179687 -0.753027
.066488 -2.634593
.512331 -1.377963
.232957 -0.731332
Coordinates
X Y
.887212 -4.785529
.723133 -5.432500
.324565 -0.332163
.517979 2.447870
.670841 -2.116754
.636962 -2.390048
.605443 -3.020311
.771058 -4.340429
.150436 -4.940699
.914113 -6.143758
.894165 -6.557432
.560445 -6.166374
.560490 -5.705754
.708815 -7.607080
.182665 -7.588349
.703797 -8.027316
.509048 -8.4675406
.583157 -9.492985
.534339 -8.079935
.864706 -8.448857
.457452 -9.037181
.874450 -8.921202
.715958 -7.014623
.704700 -6.556642
.221166 -6.991915
.248395 -4.457993
.293009 -4.153427
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.136746
.697948
.310490
.401764
.295133
.877438
.180394
.543168
.469876
. 624960
.523352
.232199
.323941
.271081
.2586091
.407946
.706568
.329244
.779433
.093338
.801798
.037332
.600971
.734576
.578091
.314661
.145436



28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
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.499670
.152322
.323985
.556710
.086473
.488166
.427768
.132614
.182070
.091715
.450587
.886313
.102659
.538032
.287363
.241893
. 711516
.477094
.270051
.070388
.738454
.616073
.878693
.359897
.920957
.660811
.421818
.798350
. 747786
.211317
.210556
.907462
.640306
.635339
.478956
.830781
.165640
.206544
.459175
.357514
.553981
.631553
.902856
.663883
.826633
.294077
.248778
.444241
.202382
.468136
.118744
.856525
.902981
.062993
.314977
.614242
.012976
. 724130
772922
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.641967
.906939
.756237
.082135
.985884
.350520
.726514
.567851
.367308
.594013
.003559
. 742360
.253338
.798436
.291224
.866614
.591924
.410334
.254418
.780734
.040643
.205167
.695218
. 741622
.134279
.411939
.604341
.665673
.335627
.738840
.313910
.386456
.685702
.682028
.362585
.448157
.054588
.106626
.256706
.220123
.257190
.285532
.849920
.872744
.191514
.756622
.428756
.780466
.763091
.442737
.758402
.168333
.201014
.136757
.710102
.741649
.157146
.516946
.934487
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.290862
.577207
.093274
.442502
.035912
.704943
777638
.904310
.710079
.454984
.127819
.110648
.698474
.207202
.572760
.056129
.382489
.626564
.006860
.422172
.608300
.906288
.556521
.562838
.066131
.465569
.702713
.183659
.734130
.595955
.035257
.289898
.572799
.704667
.620665
.336925
.822738
.383379
.160522
.529875
.084749
.687516
.691872
.903970
.031310
.859096
.283787
.490448
.929958
.746506
.366207
.328727
.958573
.083401
.834236
.587663
.679462
.854660
.857594



87

88

89

90

91

92

93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
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.369991
.300381
.024325
.594167
.954279
.168834
.561375
.242465
.917444
.523502
.017778
.366154
.116587
.479378
.702409
.560062
.939522
.597456
.449868
.125762
.489660
.362280
. 753406
.970641
.980100
.427930
.576325
.458609
.256441
.861689
.237068
.117231
.495155
.648557
.592356
.802029
.647175
.624908
. 739654
.857614
.687495
.709588
.171795
.065115
.343986
.362999
.557291
.245571
.132418
.258635
.272518
.431824
.661532
.194772
.120225
.020624
.864313
.697154
.513297
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.307743
.734197
.368038
.388671
.397524
.450813
.189801
.493927
.829681
.051507
.065413
.824167
.635137
.523810
.893143
.962973
.759055
.349411
727517
.963629
.971263
.161803
.890729
.256541
.357610
.190847
.098639
.239157
787727
.539655
.568375
.392650
.899704
.004292
.356014
.852059
.391892
.277467
. 713130
.135863
.147488
. 723618
.161353
.767501
.640971
.740887
.755245
.292533
.885262
.284255
.856424
.798030
.261104
.881577
.340265
.876855
.350326
.962771
.964096

.231459
.509173
.348099
.694817
.591930
.753488
.053023
.855442
.670519
.349255
.820910
.097306
.241961
.309096
.937094
.623292
.968303
.647279
.480372
.200244
.722647
.063187
.341451
.961313
.724863
.160847
.750883
.946357
.641647
.986682
.463609
.957534
.943640
.115322
.679305
.931596
.385391
.387514
.884935
.700658
.315900
.143951
.195754
.380415
.735660
.728196
.805958
.251549
.429608
.961347
.778759
.456330
.092338
.001063
.097598
.494634
.267899
.747624
.819234



.864906
.515851
.191906
.390909
.484766
.277502
.361630
.667974
.423607
.236466
.770690
.309146
.020230
.056711
.453483
.629562
.719533
.443803
.061250
.017262
.519171
.027828
.017110
.795303
.842040
.302498
.074248
.949643
.450494
.580261
.256067
.183572
.236271
.198436
.377275
.113034
.721327
.882002
.257641
.328742
.037405
.091267
.197158
.920680
.013993
.359653
.037582
.300710
.736006
.431421
.321927

146 6 0 0.792830 4.541807
147 6 0 1.041588 4.487024
148 1 0 0.311520 4.925077
149 6 0 -0.418983 5.200815
150 1 0 -0.542656 5.163794
151 6 0 -2.376957 6.454301
152 1 0 -2.410378 6.242669
153 9 0 -3.690399 5.944823
154 1 0 -3.636196 6.108087
155 6 0 -4.883895 6.723304
156 1 0 -5.801676 6.347943
157 1 0 -4.957702 6.501438
158 9 0 -4.733726 8.229187
159 1 0 -4.737840 8.445837
160 1 0 -5.590143 8.756559
161 6 0 -3.425442 8.734828
162 1 0 -3.459741 8.602220
163 1 0 -3.302521 9.807042
164 6 0 -2.232812 7.965849
165 1 0 -2.143690 8.150574
166 1 0 -1.294858 8.298576
167 0 0 -4.099629 3.744531
168 1 0 -4.141082 4.090829
169 6 0 0.696687 0.883531
170 1 0 0.414315 1.029887
171 1 0 0.766744 1.856068
172 6 0 -0.289976 0.008412
173 9 0 -1.075054 0.534666
174 6 0 -0.449723 -1.321632
175 6 0 -2.021782 -0.262420
176 1 0 -0.930796 1.568448
177 6 0 -1.393009 -2.124907
178 1 0 0.180376 -1.721259
179 6 0 -2.184409 -1.592435
180 1 0 -2.639396 0.143775
181 1 0 -1.499417 -3.165799
182 1 0 -2.913658 -2.208619
183 8 0 2.015310 0.318109
184 6 0 2.723493 0.350281
185 8 0 2.260910 0.666655
186 6 0 4.163016 0.023513
187 0 0 5.048846 0.256056
188 9 0 4.636781 -0.423654
189 6 0 6.406355 0.005143
190 1 0 4.657384 0.676017
191 6 0 5.995093 -0.680804
192 1 0 3.956867 -0.524011
193 9 0 ©6.878418 -0.474698
194 1 0 7.098171 0.192411
195 1 0 7.938361 -0.671706
196 1 0 6.360502 -1.029014
Benzylbenzoate@CC3-b Cl cc3-dpe999
Standard orientation:
Center Atomic Atomic Coordinates

Number Number Type X

(Angstroms)
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.295255
.159242
377792
.351252
.933959
.926251
.893538
.139217
.250247
.419203
.431742
.056678
.022593
.302029
.768318
.327981
.165870
.308147
.162472
.532115
.169955
.576886
.287333
.242465
.800252
.614541
.648586
.794798
.432928
.008062
.331354
.264100
.352076
.616719
.381747
.442674
.220231
.582039
.864973
.052490
.416527
.192870
.051238
.451995
.255861
.140005
.966585
.552941
.586605
.823941
.375593
.963691
.734130
.535747
.630375
.605701
.896810
.125519
.828129
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.643011
.691031
.301019
.142823
.032262
.887439
.430497
.693793
.968074
.996198
.190940
.829581
.598731
.220851
.375411
.389114
.477448
. 742553
.272644
.639257
.527998
.905296
.254626
.059329
.069787
.594119
.493884
.367891
.391188
.333393
.768284
.965681
.858612
.000240
.830057
.873553
.255975
.150585
.589020
.338517
.466550
.680228
.794226
.667139
.548554
.261236
.537756
.218097
.382395
.172551
.679740
.060879
.279308
.147176
.300999
.788262
.233818
.394537
.158296
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.576681
.711012
.705119
L127177
.225658
.194754
.626282
.057807
. 647771
.977809
.434612
.747320
.263138
.209499
.727271
.687220
.319867
.372888
.905537
.553033
.604429
.025885
.093864
.589155
.547745
.268203
.902148
.205453
.531539
.846942
.463047
.040378
.966970
.715450
.818658
.587226
.225575
.299409
.240918
.221917
.811122
.816594
.370693
.641017
.304380
.335991
.331166
.999533
.755630
.780914
.454422
.203264
.252007
.208125
.037768
.071887
.158299
.284301
.286255



60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
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96
97
98
99
100
101
102
103
104
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110
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112
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114
115
116
117
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.483492
.378185
.196973
.625742
.955228
.069324
.135778
.117561
.297966
.277744
.639135
. 445522
.658466
.841220
.797450
.892779
.686778
.815793
.691891
.346771
.300917
.512596
.993059
.998164
.845148
.748113
.755207
.638202
.646068
.578238
.715418
.815576
.877696
.690716
.552860
.856966
.602681
.823911
.042270
.933338
.195768
.654156
.344112
.586137
.391628
.368002
.179526
.382857
.270053
.528127
.978036
. 746242
.112733
.674122
.433271
.660905
.225965
.409464
.246588
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1
-2
-1
-0
-2
-3

-2
-1

-2

-2
-0

-3
-2

.750259
.633783
.963821
.439971
.722732
.491524
.542874
.192919
.826399
.132094
.230331
.714764
.866731
. 745418
.004402
.087993
.457592
.543957
.184874
.061527
.395803
.540957
.702570
.157535
.233894
.559229
.145287
.825368
.544455
.627773
.886774
.511273
.012840
-1.

680625

.764866
-2.
-3.
.589995
.532157
.426053
-2.
.459708
.387949
.361052
-3.
-2.
-3.
.802316
-2.
-0.
.373886
.720432
0.
3.
0.
.399497
.768178
4.
3.

051011
086793

059299

007826
859299
914659

022040
976850

272009
257924
552354

033044
876173
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.935166
.104297
.738633
.261949
.837184
.907928
.844976
.893091
.139976
.078248
.762233
.229334
.797896
.733890
.200630
.691377
.440534
.390729
.504686
.820364
.775693
.344106
.230682
.771924
.269218
.495238
.410619
.529360
.325695
.364458
.894965
.918022
.880531
.139371
.003479
.430378
.142345
.468013
.701620
.749445
.471609
.506880
.335825
.641944
.237367
.302688
.062966
.710295
.027752
.243017
.269330
.884018
.190261
.708644
.485628
.162594
.887742
.094326
.157432



119
120
121
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123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
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.697992
.816019
.798888
.865910
.732114
.623865
.728714
.824252
.613982
.689166
.142047
.012972
.298639
.387597
.580879
.286958
.192503
.303219
.376626
.364808
.587025
.075582
.998532
.950134
.682872
.461176
.225883
.552494
.858007
.120953
.734886
.841923
.846100
.898184
.112276
.036436
.363873
.245562
.455946
.293280
.277121
.191074
.034742
.095465
.965673
.784504
.669151
.881871
.473970
.557896
.105930
.174704
.729943
.549620
.233275
.759541
.200784
.213780
.202795
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(@}

-1

-1

-3
-4

-1

-4
-4

-3
-2
-4
-3

-4.
.952396
.218828
.563814
.817203
.609197
.314325
.973163
.2277438
.593947
.524877
.898302
.006942
.828922
.259117
.407071
.270014
.865902
.569967
.947562
.158537

.837797
.463073
.393189
.958656
.750700
.709615
.905893
.445911
.559455
.200751
.654293
.441383
.844347
.896561
.769709
.740916
.167024
.399654
.034183
.116123
.181983
.334325
-1.
.309176
-2.
.571060
.427253
-3.
.986699
-1.
-3.
.746857
.231881
-4.

822837

908216

119126

629829

823835

973113

.366877
.593242
.219146
.570461

942370

.580546
.465809
.973020
.479519
.822417
.340249
.957570
.257668
.866056
.627122
.138101
.767099
.815866
.280894
.913131
.669434
.367057
.967479
.723263
.628657
.348531
.847233
.913822
.806564
.101448
.286155
.658599
.239477
.007011
.722220
.404583
.814474
.281691
.463154
.206339
.991133
.456737
.408984
. 635473
.795837
.613284
.935074
.870613
.111789
.843960
.624724
.422463
.638114
.819670
.721126
.448460
.526927
.056130
.107444
.655120
.625158
.909509
.983942
.361530
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-1
0
1

-1
-0

-1.
0.
.750417

-0

-2.

1

.282193
.414098
.473303
-0.

0.
-0.
-0.
.579881
.294758

801473
611340
031933
714471

091470
820056

003817

.166247
.395348
.385068
.376722
.648309
.032479

Tetrachloroethene@CC3 Cl cc3-dpel33

Standard orientation:

Number

(Angstroms)
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.341559 -2.227684
.423938 -5.016589
.438131 -5.244953
.139567 -4.493312
.756953 -6.031244
.246599 -0.832942
. 984458 0.058399
.545188 0.777821
.414794 0.018433
.356368 0.672392
.822507 -0.710436
.703526 0.618089
.019956 1.156310
.170112 -0.755249
.094178 -1.267363
.110268 -0.085399
.439241 1.113727
.163303 -0.124597
.472194 -1.338605
Coordinates
X Y
.021525 -0.935310
.214282 0.957789
.884667 0.051566
.154642 -1.690581
.255960 -2.515984
.345463 -2.904874
.708494 -1.249037
.994996 -0.480397
421111 0.507186
.580576 -0.136600
.0842068 0.848137
.071522 0.121618
.564206 -0.857755
.709031 0.848165
.773286 1.000428
.253951 1.844438
.511744 0.079957
.962096 0.633382
.033770 -0.884677
.025487 -0.167962
.885805 -0.747091
.519466 0.795396
.387051 -0.899500
.835051 -1.895372
.685525 -1.050806
.022838 0.582118
.580728 -0.364555
.262786 1.379047
.603273 2.601452
. 944580 2.964179
.784217 3.323880
.632764 2.820288

.568524
.206114
.012937
.227013
.527304
.977064
.921608
.962085
.198824
.643339
.715405
.382494
.245925
.574273
.363164
.650456
.880798
.711594
.820122
.140705
.059616
.291201
.960199
.847047
.123688
.304784
.376563
.084668
.892868
.678144
.719341
. 723755



33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
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59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
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.763838
.296962
.109778
.629639
.208088
.277992
.799410
.713199
.464170
.493743
.496299
.239101
.407440
.920647
.017643
.632801
.252552
.245923
.260603
.230748
.280368
.442141
.304871
.528016
.278279
.431721
.250105
.292331
.853759
.218445
.568359
.789734
.259668
.527350
.778211
.410123
.110298
.758870
.645292
.011958
.865443
.817239
.636862
.983559
.752410
.302629
.642870
.350343
.710830
.505973
.415830
.467860
.492480
.310094
.476044
.425348
.638956
.396967
.425363
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.398448
.612927
.894163
.052642
.115673
.742129
.302650
.394588
.707849
.399938
.153144
.162577
.492014
.104906
.825223
.409853
.704032
.001791
. 679231
.258372
.913836
.758153
.548757
.269157
.220518
.069268
.845020
.365657
.720094
.266288
.453681
.903832
.543703
.613847
.048279
.042856
.698853
.517365
.542238
.891999
.432294
.760266
.118506
.008881
.957146
.337126
.531552
.148049
.501563
.933192
.627088
.060095
.237613
.529482
.308560
.218956
.261957
.047627
.962825

ONRPFRPRPFRPOOORFRNRENENWNMNNORRERR

-2
-1
-2

-1.
.506315
.366408
-2.

0.
.753893
.139661
.276179
.385035
.219262
.033966
.783162
.919583
.969395

-2
-3

-0
1

O WWwwNN

.187358
.906648
.095600
217671
.144369
.047392
.081658
.934704
.603338
.742425
.647317
.986587
.519274
.094510
.270804
.868557
.578688
.420444
.151463
.532894
.346377
.183527
.840906
.038035
.082765
.163749
.800508
.540933
.337597
.612938
.379758
.757643
.993770
.455865
.607683
.906728
.743854
.350995
.019115
.515193
.402299
-0.
.229121
.948652
.726781

971255

140168

864526
096757



92

93

94

95

96

97

98

99
100
101
102
103
104
105
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107
108
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110
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112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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o

.382122
.298602
.468763
.837384
.540178
.633167
.921488
.705651
.240077
.438023
.104231
.429141
.896804
.320898
.012730
.863431
.243922
.494278
.301051
.103935
.436632
.878018
.080702
.253816
.647560
.116445
.646316
.944457
.396491
.514495
.252295
.303043
.928574
.869383
.387332
.183946
.576017
.355318
.930275
.287093
.672733
.393760
. 756594
.219242
.175482
.415820
.152725
.103099
.803890
.092535
.391282
.959720
.543292
.234974
.275284
.407113
.585697
.866356
.608754

218
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.611791
.021989
.003581
.804678
.633147
.657949
.764284
.750232
.628204
.586649
.150626
.330850
.904009
.293783
.202434
.286374
.213976
.340964
.288827
.623744
.920585
.180143
.511839
.043257
.497863
.714461
.300062
.243962
.535734
.894743
.448843
.582900
.502732
.317110
.887155
.897162
.030520
.005250
977726
.894825
.951809
.730721
.153745
.577541
.395988
.518887
767717
.827371
.760431
.653325
.353593
.658073
.768709
.997181
.878637
.881031
.944331
.953246
.188148

OO W WwWwwwwhE NN

.098330
.763566
.553120
.785894
.621244
.519215
.357764
.622647
.571154
.178696
.505823
.353488
.565119
.799631
.648044
.868308
.902057
.099451
.849362
.551533
.375815
.123731
.042620
.660597
.329036
.006064
.259284
.563489
.104029
.658020
.794177
.343924
.705731
.254769
.088754
.165266
.581784
.702739
.972898
.273966
.791868
.061556
.363388
.176524
.668353
.252716
.043199
.598711
.543187
.004422
.227892
.439047
.439344
.767943
.997613
.543440
.982082
.073440
.349968
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.754834
.860960
.483828
.315843
.688141
.468984
.798074
.974375
.880416
.815553
.244321
.428923
.147626
.050631
.902999
.222238
.406616
.447392
.094510
.809594
.787980
.784493
.086240
.904842

15-Crown-5@CC3 Cl cc3-crown
Standard orientation:

(Angstroms)

O ~J o U WN

NNONNONNNNNNER R ERRP PR R Re
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eoNeoloBololololNoNoNoNolololololNolNolNololololelelNolNolNolNo]
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.518834 -0.128488
.287603 0.619656
.821932 0.636949
.619401 -0.109082
.192762 1.512486
.133483 2.029506
422193 2.286754
.301560 0.694029
.124921 -0.027076
.5485061 1.350324
.999788 -0.061410
.194021 0.662106
.089591 -0.674017
.630185 -0.941760
.393766 -1.716624
.319354 -1.460400
.514876 1.431528
.356775 0.722707
.122974 -0.903454
.006940 -1.092224
.859829 -2.575011
.676085 0.142791
.965353 0.589270
.799413 -2.128537
Coordinates
X Y
.551022 -2.019222
.818560 -0.174461
.168663 5.200939
.110823 5.692013
.716696 -2.364635
.829701 -1.588586
.578950 -3.187517
.540725 -2.990524
.257567 -3.750883
.474836 -2.008475
.317101 -2.672369
.041174 -0.595657
.188919 0.083435
.979836 -0.557819
.339314 0.469615
.859041 -1.174623
.306301 -1.062035
.014766 -1.031770
.473512 -0.395837
.771980 -2.478409
.259417 -2.834732
.614169 -3.1605006
.180991 -2.519100
.062638 -1.896607
.546810 -3.536738
.680420 1.030062
.942584 1.699994

.332609
.409004
.051616
.084735
.429138
.183107
.484012
.516707
.530845
.364803
.099977
.564893
.745851
.781939
.906965
.552595
.056552
.891219
.319853
.851041
.750961
.671549
.658326
.861116
.481371
.032888
.503668
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29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.479920
.522731
. 748712
.233457
.878007
.394795
.835781
.165609
.338454
.330196
.004807
.802582
.325616
.712174
.238789
.102205
.187383
.643943
.662839
.179420
.953503
.845477
.363185
.168210
.240317
.784456
.324877
.272731
.947690
.914748
.738697
.510636
.833795
.399509
.514620
.325118
.051398
.881860
. 757062
.521028
.624661
.381875
.866086
.869321
.155858
.701869
.864388
.467512
.683146
.793287
.446476
.919442
.206454
.922394
.868638
.693752
.173544
.271271
.381981

220
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ol

-5

-5.
-0.

.642098
.943637
.064202
.521167
.799406
.204903
.498040
.924341
.473244
.744858
.228480
.479147
.630445
571767
.309991
.000960
.028948
.205206
.057053
.890221
.053125
.978102
.224556
.712405
.573501
.349640
.496366
.179644
.314118
.761094
121885
841521
.079303
.164527
.797524
.311558
.224805
.367497
.638203
.429333
.436198
.567509
.481553
.323749
.287979
.912726
.620220
.122299
.106338
.121531
.982653
.085631
.249819
.194165
.545228
.969662
.273464
.725502
.297414

D WNREPENOODONRERERERFEFWNWWNORREO

.952729
.329737
.668494
.282684
.826044
.960255
.425609
.515726
.960702
.805086
.080808
.449275
.489221
.176678
.110316
.759000
.609098
.218218
.769410
.724345
.418706
.991690
.054699
.737548
.439851
.413867
.575968
.122448
.981529
.155448
.257054
.745041
.523573
.512886
.516927
.467859
.340327
.370794
.9935389
.763579
.635275
.842017
.737038
.148333
.552027
.229239
.049180
.469992
.614330
.218843
.394487
.503081
.315915
.075436
.179581
.583486
.867694
.789809
.043299



87

88

89

90

91

92

93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
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112
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114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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.493039
.663122
.817230
.592177
.344697
.065922
7726277
.959327
.689584
.598202
.891193
.904917
.228468
.345643
.169306
.414301
.509833
.343198
.214489
.206466
.045729
.895315
.923666
.727313
.298694
.578312
.466333
.693785
. 746564
.574901
.444643
.153148
.639586
. 745818
.900628
.593675
. 462225
.765229
.785418
.083410
.179918
.003594
.300444
.208575
.416722
.129076
.984850
.093367
.840178
.900667
.689726
.234111
.562978
.190770
.840125
.378784
. 762989
.049160
.190405
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.469126
.769169
.217759
.321978
.585941
.986328
.526246
.379717
.019870
.963451
.230831
.752894
.943834
.084396
.945972
.180306
.791657
.728930
.045138
.925556
.621327
.770159
.773045
.906748
.737730
.197992
.410406
.271773
.082442
.292202
.490974
.550613
.498798
.524198
.882520
.490261
.242638
.300523
.424751
.093774
.611786
.871464
.213667
.825736
.517057
.527334
.183160
.201313
.345423
.124218
.860180
. 442812
.821775
. 446422
.440677
.484124
.286361
.160963
.808322

O F WNEDNWD DD

WENMNNMDNDREPE OO

[ |
g oo LN

.339310
.006982
.436776
.133073
.572359
.862955
.728989
.327962
.503859
.997870
.000302
.502803
.252040
.332243
.192998
.334266
.168616
.145834
.832200
.346279
.252323
.092320
. 645771
.166505
.623434
.134805
.243542
.159992
.138049
.711681
.426979
.604276
.399516
.282779
.166249
.316719
.132852
.008712
.823891
.020376
.940366
.791674
.293821
.304756
.518113
.617978
.810393
.439156
.602766
.830772
.558210
.330668
.179987
.642002
.714174
.229285
.955189
.155703
.317168



146 6 0 2.385112
147 6 0 3.466676
148 1 0 3.702327
149 6 0 1.570935
150 1 0 0.794540
151 6 0 0.952517
152 1 0 0.083182
153 6 0 0.420259
154 1 0 1.283102
155 6 0 -0.258941
156 1 0 -0.600763
157 1 0 -1.156635
158 6 0 0.664480
159 1 0 1.523832
160 1 0 0.137602
161l 6 0 1.165859
162 1 0 0.314006
163 1 0 1.852752
164 6 0 1.861310
165 1 0 2.757513
166 1 0 2.197137
167 6 0 -0.487285
168 1 0 0.351185
169 8 0 2.403972
170 8 0 1.775045
171 8 0 -0.220356
172 8 0 -1.671962
173 8 0 -1.877692
174 6 0 1.714966
175 6 0 2.119904
176 6 0 2.528257
177 6 0 1.030259
178 6 0 0.703466
179 6 0 -0.404976
180 6 0 -0.598118
181 6 0 -1.739720
182 6 0 -1.777566
183 6 0 -2.531474
184 1 0 0.396242
185 1 0 -1.801918
186 1 0 1.338463
187 1 0 1.830112
188 1 0 -3.524064
189 1 0 -0.792529
190 1 0 -0.589743
191 1 0 1.586278
192 1 0 0.889897
193 1 0 3.337122
194 1 0 -0.381652
195 1 0 -2.566772
196 1 0 -2.645812
197 1 0 0.887967
198 1 0 -2.338515
199 1 0 3.044557
200 1 0 -0.733195
201 1 0 0.716554
202 1 0 2.995859
203 1 0 0.621019
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.180863
.327399
.551445
.026031
.793173
.109460
.783475
.707921
.018003
.695554
.324338
.325213
.202396
.525480
.192042
.608161
.301544
.964927
.622783
.988932
.632730
.886530
.551993
.230050
.237788
.933438
.116661
.719395
.226508
.232939
.064520
.230044
.362837
.549524
.026235
.120834
.966262
.173929
.260783
.492648
.250036
.228540
176412
.606381
.058808
.586998
. 756298
.054471
.645407
.569232
.949819
.19529¢6
.268189
.509005
.796653
.095691
.101727
.400180

=
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.084529
.824242
.548711
.307933
.457575
.356034
.256023
.686611
.700954
.064972
.273459
.007588
.171145
.271169
.131151
.844008
.828355
.618755
.484132
.513910
.224094
.252159
.515711
.208528
.106187
.946920
.036370
.934937
.934718
.172421
.885273
.537311
.188770
.316926
.881332
.894626
.851256
.205059
.002010
.925372
.270875
.518573
.085643
.179869
.389631
.960185
.709736
. 622715
.213702
.324090
.960709
.622839
.745059
.696940
.634143
.510668
.103169
.131734



Mesitylene@RCC3 C3 cc3-mes3
Standard orientation:

Number

(Angstroms)
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Coordinates
X Y
.112351 -2.603183
.780943 -4.332564
.708098 -5.301978
.393197 -3.444731
.558234 -0.533082
.859440 -1.546149
.929047 -0.310716
.729624 -1.419163
.253502 -1.147064
.960162 -3.593478
.425165 -3.178164
.134225 -4.776621
.629481 -5.154903
.074372 -5.896586
.495591 -6.730693
.518436 -5.521956
.469819 -6.352226
.390990 -7.136757
.989390 -6.793878
.285004 -5.170823
.295371 -5.491368
.813086 -4.785594
.356479 -4.057129
.891694 -4.409958
.910911 -3.193006
.288158 -4.607290
.867318 -5.132314
.1022061 -4.269374
.917914 -3.536812
.4996061 -3.209093
.233611 -3.247297
. 740779 -3.6810006
.768724 -3.435324
.935684 -4.392340
.615354 -4.696601
.000000 -5.251920
.439934 -4.735480
.477766 -4.436112
.273633 -5.551518
.284080 -5.114347
.376646 -4.885218
.358579 -5.295212
.876049 -5.213887
.210327 -4.738315
.866276 -4.757647
.9570062 -6.722885
.948522 -7.155014
.335747 -6.926590
.845339 -7.387852
.875930 -7.025641
.871757 -8.472670
.349214 -7.063981

223

-2
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.074989
.328210
.956445
.145144
.132338
-0.
.365921
.320502
.275250
.124152
.997234
.602044
.689592
.648959
.237238
.518389
.075030
.834987
.213788
.602334
.877334
.516474
.557947
.666713
.939953
.193027
.416581
.831234
.705717
.653877
.365921
.132338
.877203
.252791
.614014
.089600
.090456
.306116
.266276
.361375
.320630
.190418
.732826
.461247
.861150
.965691
.911578
.972883
.912913
.029034
.060489
.503521

877203
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90
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94
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97
98
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101
102
103
104
105
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111
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.347275
.001779
.276198
.670937
.861639
.198247
.642582
.310599
.521926
.028987
.748517
.345951
.511055
.569562
.649537
.131963
.039788
.835338
.190231
.873289
.835562
.607979
.737903
.266280
.985117
.388976
.569407
.522936
.581155
.635781
.633364
.695436
.817455
.090716
.836036
.759698
.548296
.646255
.604012
.529326
.634109
.378373
.703787
.279017
.092125
.464953
.191817
.720680
. 764983
.120566
.550989
.903350
.736099
.378366
.376108
.643779
.041373
.076746
.093843
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.485617
.508727
.859703
.421458
.708624
.862993
.623940
.259809
.973469
.171828
.046126
.419222
.183302
.102629
.720674
.226340
.555362
.667412
. 715502
.307336
.162359
.197635
.561052
.047090
.371087
L717877
.610777
.942008
.526592
.939531
.391147
.558012
.214087
.981473
.872522
.881213
.625960
.223248
.563343
.037266
.188067
.949012
.326009
.565771
.632862
.377198
.610282
.52249¢6
.897378
.991536
.775458
.706267
.694863
.924000
.234331
.285808
.579949
.204101
.520368

.349670
.744170
.000902
.963058
.328210
.074989
.328210
.074989
.705717
.653877
.831234
.193027
.416581
.602044
.689592
.124152
.997234
.557947
.939953
.666713
.602334
.877334
.516474
.075030
.834987
.213788
.648959
.518389
.237238
.320502
.275250
.365921
.132338
.877203
.252791
.614014
.089600
.831234
.705717
.653877
.193027
.416581
.602044
.689592
.124152
.997234
.557947
.939953
.666713
.602334
.516474
.877334
.075030
.213788
.834987
.648959
.518389
.237238
.320502



112
113
114
115
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118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
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143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
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.620137
.445696
.679823
.286625
.737598
.375053
.548296
771720
.321013
.580669
.944572
.071195
.919046
.765078
.453383
.708665
.553382
.800720
.166476
.670684
.820737
773426
.022348
.292194
.156372
.003637
.614675
.627601
.276679
.123787
.016209
.142881
.273369
.257516
.133797
.149582
.241307
.338476
.298538
.542400
.406499
.670939
. 787115
.942980
.001859
.809097
.975398
.146419
.901669
.843658
.722163
.830729
.577334
.687105
.498338
.881079
.102902
.428402
.936895
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.244083
.171733
.515821
.928910
.130245
.815388
.625960
.519818
.254695
.793778
.806735
.286923
.250399
.337068
.982238
.320984
.103445
.666577
.440478
.756063
.229790
. 749320
.156167
.497512
.576034
.154747
.190657
.291777
.572106
.821541
.442696
.391689
.562457
.024740
.819583
.383999
.467437
.669046
.129681
.634820
.958144
.744783
.401270
.566469
.353980
.909583
.158062
.869474
. 723350
.056307
.398951
.486111
.231649
.861092
.417332
.480784
.229890
.316724
.044380
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4.275250

.956445
.145144
.145144
.956445
.614014
.089600
.252791
.090456
.306116
.266276
.361375
.320630
.190418
.732826
.461247
.861150
.965691
.972883
.911578
.912913
.060489
.029034
.503521
.349670
.744170
.000902
.963058
.931925
.929940
.942892
.931925
.929940
.942892
.931925
.929940
.942892
.000902
.963058
.320630
.190418
.266276
.361375
.503521
.744170
.349670
.912913
.029034
.060489
.965691
.911578
.972883
.732826
.861150
.461247
.090456
.306116
.478193
.476472
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.478193
.476472
.478193
.476472
.534546
.534546
.53454¢6
.503253
.505147
.912772
.118088
.503253
.118088
.505147
.912772
.503253
.118088
.505147
.912772

Mesitylene@CC3 Cl cc3-mes4
Standard orientation:

Center
Number

(Angstroms)

O ~J o Ul WN

WWWRONRONRONONRONNON R R R R R R R R e
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ook OO OHRRFPFORFRFPRPORPRPRPORPRPEFORFRORFORFROOR O JJJJ

oNeolNolololololoNoNoNoloBolBolololNolNoNolololololololNolNolNolololelNe]

.354517 0.287355
.436012 1.333565
.926115 1.029369
.372907 -0.289185
.763660 -2.347901
.415172 0.512602
.651512 1.835299
.900366 2.768296
.912517 3.204649
.913921 2.844742
.232903 3.383802
.947232 -2.163888
.814006 -1.893601
.319049 -2.392587
.506658 -3.079875
.847597 -0.604408
.046910 -1.490201
.231566 -0.812062
.420579 0.235134
Coordinates
X Y
.592959 1.716192
.708199 -1.201068
.511838 -3.980700
.855741 -2.569069
.358209 3.432251
.038530 3.179309
.607180 2.904342
.782680 2.046259
.923914 1.723846
.762202 0.945382
.721714 0.650545
.827306 -0.343179
.801893 -0.055452
.127410 -1.105833
.149597 -2.006665
.102159 -1.442144
.362308 -0.238080
.269599 -0.805389
.418165 0.029633
.295792 1.039790
.164424 1.676680
.330479 0.775816
.007526 1.808339
.996793 2.141074
.935549 2.708379
.016033 -1.671167
.220766 -1.411023
.902795 -2.617083
.517473 -3.013125
.048919 -2.596786
.482472 -3.922825
.812782 -4.433250
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.324888
.220560
.765668
.763034
.281064
.090618
.994953
.243031
.286429
.705573
.769684
.124748
.191331
.163445
.459657
.208248
.078672
.154312
.142591
.758413
.560485
.824198
.465734
.580450
.086064
.732166
.783193
.521456
.768857
.620785
.943687
177646



33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
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63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
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.997535
.168159
.230396
.495923
.364417
.600469
.670595
.161801
.065843
.906415
.710428
.109675
.573467
.159173
.976974
.429872
. 748639
.066207
.397840
.533636
.394257
.932188
.660606
.215786
.924728
.353510
.851671
.196966
. 745242
.916979
.630931
711232
.172641
.033472
.886712
.591617
.269837
.515312
.882144
.390792
.806204
.495668
.022471
.255146
-0.
.091814
. 671272
.549766
.042963
.988512
.102384
. 742126
.888014
.186638
.638868
.240978
.849546
.107795
.356854

281298

227

-5.
-4.
-3.
-2.
.476041
.240058
.491899
-5.
.312556
.677761
.810160
.942751
.389094
.671423
.062141
.025054
.851311
.508623
.451851
.359376
.760127
.200004
.319877
.828864
.023707
.402443
-3.
.245748
.205545
.809401
.029898
.371578
.962936
. 445774
.980964
.203961
.641678
.611936
.705948
.119200
.532312
.820839
.989001
. 770708
.412689
.362517
.368599
.839752
.249701
.200187
.784330
.249168
.649459
.694114
.279671

-4
-5

-5

O OO RO U U Wi B> PBDNDWDND WD DD DNDW

=

-0

-1.
.339950
-2.
.084531

-2

-1

134495
028308
128151
820631

099604

898223

625407

031652
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.019101
.4552006
.623447
.632248
.607670
.391832
.830955
.432587
.604041
.938520
.830763
.367504
.476731
.745870
.154215
.598664
.972643
.639961
.618590
.757146
.082340
.178318
.649388
.101741
.133109
.906508
.999300
.473632
.042664
.040214
.831305
.933211
.646050
.135956
.681271
.846293
.249844
.999844
.494352
.574009
.993464
.793884
.467801
.285061
.991709
.889376
.137402
.529543
.603074
.733939
.238425
.893580
.19129¢6
.234245
.481773
.464949
.915815
.158382
.868507



92

93

94

95

96

97
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99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
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119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
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.483956
.747422
.331742
.632207
.202189
.858034
.431173
.148248
.218283
.617274
.705921
.294802
.909259
. 778893
.373360
.086498
.072838
.541588
.140754
.080146
.593275
.839217
.935174
.721815
.655800
.389247
.522694
.249008
.915802
.636343
.573444
.274804
.846982
.539441
.211577
.234571
.553318
.067955
.314835
.787068
.347588
.438409
.058986
.712523
.054280
.738600
.927013
.665734
.203752
.311456
.391625
.600215
.792172
.004694
.670267
.375432
.078995
.879201
.998545

228

.424288
.463121
.132833
.329621
.863283
.624525
.039975
.117511
.292265
.670718
.609438
.101490
.681015
.320123
.900004
.643551
.831100
.245890
. 621463
.353505
.860855
.309881
. 799991
.180929
.654485
.539952
.166661
.238419
.689100
.420703
.693391
.203769
.248672
.701674
.742229
.424047
.240625
.259236
.578109
.749179
.700765
.790718
.284738
.215989
.683869
.498352
.279810
.893318
.830711
.940375
.336073
.416521
.896137
.961081
.026283
.343611
.010263
.560843
.655326

-4
-3
-2
-4
-3
-3
-4
-4
-3
-3
-5
-6
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.419583
.214234
.563502
.061696
.279769
.829540
.571792
.018490
.861984
.232844
.396916
.172822
.494853
. 623311
.904176
.623323
.442573
.204499
.568074
.297766
.137926
.118719
.851543
.523116
.216892
.563571
.368956
.501564
.867870
.656782
.490566
.189946
.864787
.132172
.271210
.500130
.992668
.393570
.411750
.723062
.020280
.075193
.746579
.616992
.873149
.356528
.254613
.713324
.279524
.892404
.315973
.957723
.397873
.456387
.764216
.714956
.222173
.113600
.156655



FRPPRPORPRPRPOFRFFRFRFRFORPRPOOOODOOOHFOHRRPOOAR RO RO RFRORE R O

oNeoloBololNolNeolNoNoNoNoloBolololoNoNolololololeoleolNoNoNolololololelolNolNolNololelNe]

[ [
U1 U 00 00 0 O W WO WIWOw WO O OO

-0.

HFPOOOORRPRERENRERREO

.892344
.974269
.603800
.681462
.296790
.356794
.250085
.633801
.756885
.132896
.858074
.979867
.334494
.551508
.503225
.612569
.784667
.807879
.481323
.500297
.936593
.334680
.313311
.890218
.978780
.010579
.115089
.254433
.306911
.288558
.214449
.131346
.692756
.371259
.819210
.925433
.915635
.185323
.705727

Mesitylene@CC3-TS Cl cc3-mes3tu

Standard orientation:

(Angstroms)

O ~J o Ul WN

e
N O W

(o) o) I el e ) e N I e S B N Y

OO OO OO0 OoooOo

229

.856797 -0.460788
.797083 -1.561446
.851625 -0.109035
.876762 0.993067
.086838 -0.694317
.062711 -0.418830
.020904 -1.789123
.379226 -0.215082
.469882 0.872778
.244681 -0.663661
.384619 -0.553764
.391502 -1.645545
.295386 -0.175848
.151412 0.026122
.170320 1.122710
.131954 -0.245536
.864489 0.157964
.061916 1.241494
562358 -0.968972
.123596 0.304810
.403569 1.358717
.835143 1.152341
.364604 -0.138981
.680816 -1.206295
.075350 -1.786272
.788946 2.369830
.351796 -0.303572
.598904 2.310670
.328145 2.469744
.380265 3.238197
.679450 2.129531
.471519 0.549467
.479125 1.491219
.261647 0.618297
.737717 -0.260478
.285359 -2.586202
.150433 -3.040879
.813151 -3.244738
.358224 -2.550442
Coordinates
X Y
.316287 0.267514
.360677 2.713889
.071907 5.633841
.330471 4.630504
.535659 -1.614525
.761983 -0.697636
.045391 -1.770208
.910475 -0.729029
.189634 -0.876262
.195653 1.216059
.291782 1.002872
.609289 2.627419

-2

-0
0
-0
0

.963637
.280405
.503604
.048305
.179709
.717486
-0.
.293357
.761771
.309709
.770309
-0.

882673

453323



13
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15
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23
24
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26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
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47
48
49
50
51
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53
54
55
56
57
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60
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62
63
64
65
66
67
68
69
70
71
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.459045
.577565
.137792
.665908
.954117
.626133
.863927
.537603
.508553
.713366
.578829
.453249
.974352
.3434009
.379263
.052845
.871383
.684871
.690381
.670633
.239116
.836644
.033587
.154192
.216091
.121610
.122975
.974271
.655311
.786362
.653683
.995183
.533275
.050893
.213940
.794442
.544068
.395053
.085919
.535508
.350785
.188926
.820593
.886182
-3.
.317218
. 735974
.592884
.691183
.001316
.900557
.281300
.898758
.303401
.658320
.408076
.068870
. 747684
.139091

055061

230

SO W WO J1JWOoWOWOoWOoOowoOYoYoYUrTUurToyoy Ul Ul I WNWWWWORRERFEFDNMNDNDWDEWWD WDN

.816419
.673657
.668068
.507692
.587839
.332637
.830443
.182114
112671
.974546
.137265
.290176
.124377
.157841
.433097
.394014
.021588
.514033
.329472
.007747
.256610
.376444
.061572
.376179
.165258
.356064
.482838
.559930
.879302
.725631
.829323
.376674
.912099
.212447
.129568
.869029
.813829
.976572
.792978
.878318
.765944
.286759
.558775
.555838
.842622
.521413
.096383
.430579
.888153
.981604
.894599
.966792
.825776
.922336
.433958
.376764
.822472
.533609
.107596

.531614
.113601
.020244
.195218
.545487
.106246
.613080
.397112
.898806
.667208
.967640
.047518
.834146
.332775
.398602
.346490
.685919
.197867
.349660
.667256
.207812
.337748
.322164
.355661
.334285
.262632
.031655
.331515
.341720
.006751
.012201
.949403
.360550
.254877
.961653
.718902
.943534
.268126
.118713
.277588
.915549
.322010
.494708
.076995
.352543
.634359
.507405
.489034
.130884
.907014
.696516
.110759
.465488
.983292
.247189
.106565
797175
.875396
.680355
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74
75
76
77
78
79
80
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82
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87
88
89
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94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
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.055628
. 766676
.250868
.403467
.641151
.399167
.017019
.314259
.998134
.919914
.162863
.903198
.981284
.199874
.307821
.242079
.068345
.889988
.875163
.838771
.083758
.728788
.548278
.710183
.552081
.590549
.429735
.703736
.643978
.108752
. 621227
.482209
.684049
.669687
.529200
.707838
.787624
.024114
.728549
.552912
.356912
.894613
.682579
.875686
.364082
.471045
.830190
.713347
.977573
.391923
.265975
.618079
.264486
.603365
.930069
.016279
. 672257
.503817
.998482

231

.045161
.526864
.339282
.024121
.076873
.761512
.656441
.933462
.392786
.314245
.444046
.148376
.503739
772576
.698406
.842024
.644735
.066912
.376125
.312111
.091045
.874645
.602011
.348832
.003524
.092335
.420023
.378785
.880529
.052812
.090860
.478759
.026729
.343634
.993767
.107586
.060707
.368539
.541389
.999335
.378740
.940702
.365321
.352785
.136850
.765356
.521104
.589263
.331188
.559232
.705803
.763772
.619304
.489949
.652208
.640457
.718376
.847804
.807415

W JJJWOWOWOoWwWOWOWMOWOAOAODAOTOO U U BDDWWWWNNDNWSWE WNDNNDWWOU S DW

.193375
.429718
.952598
.170289
.304830
.700076
.611109
.549231
.217442
.718945
.290221
.052033
.217054
.570357
.009456
.620448
.323681
.344008
.982179
.925495
.456230
.750505
.637229
.236015
.946099
.898955
.153867
.724121
.470620
.422943
.223602
.525021
.788845
.563144
.350069
.631848
.739373
.998531
.951683
.782239
.207665
.250618
.790885
.097576
.710260
.012825
.459773
.732227
.989833
.657058
.542230
.998121
.412681
.824977
.801741
.658164
.319510
. 648603
.624921



131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189

FRPPRPORPRPRPOFRFFREFFRFORPRPRPOOOODODOOHF O RO RO RO OO OO OODOR OO OO OO OR R O

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

=

.827436
.014077
.336247
.331428
.681637
.417883
.773476
.784793
.341768
.435472
.837798
.888040
.449026
.650760
.084393
.253435
.656816
.142376
.405011
.766811
.906095
.966181
.585634
.494925
.733792
.486467
. 782356
.075640
.038578
.869985
.389602
.522715
.331026
.254678
.159971
.458057
.517485
.667996
.600411
.477798
.608606
.866117
.954871
.843757
.291068
.496025
.928581
.098533
.329512
.957380
.967767
.865715
.618867
167711
.840446
.006885
.024180
.828064
.301811

232

OFrRr OFrOO0OWwNdDDNE

-1
-2
-3
-2
-1

.778727
.864056
.730956
.968283
.888249
.816087
.878428
.381909
.317006
.158703
.098334
.160066
.239841
.122964
.021606
.881229
.251993
.216231
.765838
.716930
.373344
.598282
.455079
.420629
.552809
.333456
.606075
.838073
.823667
.883009
.773820
.196954
.001349
.671104
.613201
.113551
.067401
-3.
.266928
.582621
.295085
.703304
.385855
. 648905
.724827
.321484
.926731
.459339
.283250
.908145
.795515
.207000
.711662
.128315
.265164
.779522
.952656
. 474775
.026838

081309

=7

=-7.

-8
-8

-6.
-5.
-6.
-4.
-3.
-3.

-3
-4
-3
-2

-2.

-2

-2.

-2

-1.
-1.
-0.

ONOFLFNNDNOOO

(@)

-0
-0
-1

-1.

1
1

.163515
807855
.394480
.358714
436145
911014
528298
159209
983083
638560
.794040
.319565
.286083
.572473
140512
.398565
976872
.856324
474917
052182
071814
.450152
.985229
.455075
.000602
.728344
.554888
.327252
.843645
.079808
.276072
.772575
.235017
.741895
.298425
479113
.896317
.492772
.071408
.517287
.910177
.871915
.429173
.026974
.239531
.257986
.381327
.306621
.619554
.297482
.350536
.670795
.052283
.719954
.393335
.425094
.794904
.404653
.225545



5-tBu-m-xylene@RCC3 Cl cc3-dpell

Number

Standard orientation:

(Angstroms)

O 1o U WK

GOTd B DD DD B DDDWWWWWWWWWWNNNNNNNNONNNRF R R R RRP PP R
FOW®OW-JANAUT D WNRFROW®O-JANANT D WNRFROW®OW-JAUT B WNRFOWO®W-TJOU B WNF O W

rF~ot+HHrrorrFkFrFoskFockPFookPFoRPFocOOFOOOFRFPFOOYO P OYRP PO PO RFPFORRPORPORPORFRFOOD R O I 03

oNeolohololololNoNoNoNoloBololoNoNoNoloBololololNoNoNoNoloBolololNolNoNoNolNololBolololNeoNoNololololelelolNolNol

Coordinates
X Y
.566848 -5.051391
.6049061 -5.251932
.0493061 -0.180018
.942271 2.468012
.060421 -2.688418
.967069 -3.044139
.003258 -3.415621
.625370 -4.625639
.466141 -5.151645
.747619 -6.312383
.158234 -6.575534
.911087 -6.232573
.820964 -5.944960
.140504 -7.599648
.981156 -7.514686
.253320 -7.846908
.398606 -8.693601
.538776 -9.657545
.332035 -8.473103
.248601 -8.769887
.455683 -9.525429
.334585 -9.085996
.012250 -7.410250
.888978 -7.118118
.161862 -7.450755
.573082 -4.577838
.603840 -4.710153
.364340 -3.517479
.192204 -3.502239
.477250 -4.311348
.954957 -2.479349
.883513 -1.438871
.677433 -0.6400093
.045004 -1.431741
.295485 -2.492394
.219792 -2.485013
.994619 -0.311832
.728615 0.410224
.930435 0.924134
.483763 1.561023
.181248 1.821080
.581399 1.186579
.208569 2.910628
.379147 3.519522
.767048 3.573568
.519245 2.321055
.990235 1.724516
.218232 3.126169
.264958 1.429752
.880086 2.044682
.199413 0.978169

233

0

2

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

0

1

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

[

DD WONENNRENRERERWOWWOWDOEREDNDWSEDdWOWDNDWNDO

.962392
.770368
.749995
.468808
.564883
.593965
.826204
.069949
.588560
.258177
.682105
.260191
.816043
.399962
.097968
.998321
.636053
.135576
.171434
. 640622
.405813
.119728
.297973
.891065
.987399
.239539
.876556
.247158
.012278
.886099
.921713
.043996
.751781
.278857
.395285
.821492
.442093
.230016
.093304
.878291
.873425
.062527
.213750
.318758
.969799
.733305
.940236
.983512
.948903
.773846
.298406



52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110

FRPOoORPRPOORRFPOFEFOFRORPROORPROODF OO OO OO PR RPOR RO PO OROROOOOR NI JJdJdFR OOR P o

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

BB WA DNWNWNOORNRERENENWWWNNWHS D PPODOIJIJ00WOWOWOWOWOWOWWWAAIATITOOONBNWNONL

.250116
.655501
.036761
. 740355
.448381
.007417
.841581
.952501
.466965
.320134
.075778
.698406
.084559
.270044
.330782
.350471
.733198
.665789
.171638
.433902
.205148
.155975
.170677
.168204
.754883
.442097
.833244
.321153
.246451
.015612
.177153
.248026
.306109
.051093
.473372
.309147
.806444
.247640
.051806
.798149
.997701
.598415
.964399
.515165
.876934
.675950
.295565
.292079
.706567
.633461
.524999
.138717
.220573
.361166
.778372
.261322
. 748134
.393669
.317168

234

.337686
.328427
.285129
.577352
.168700
.943653
.134779
.404970
.704820
.972205
.521211
.791123
.296498
.321629
.355722
.376606
.116163
.087385
.593104
.445857
.394625
.542315
.134433
.502324
.782709
.489624
.838557
.306467
.286047
.448246
.480702
.494232
.458865
. 746376
.024727
.653611
.269521
.999714
.997530
.088132
.897141
.658900
.413992
.589625
.247059
.872590
.702583
.158331
.083502
.350819
.252093
.108820
.438110
.974534
.132243
.056968
.685708
.485770
.247058

~N Oy JWWOWWWWOow-JIJoooooohdbdNDNMDWWNE OO

.611760
.838876
.487309
.221669
.516018
.774604
.696699
.018753
.702635
.779848
.222965
.432587
.355649
.834024
.748846
.261303
.285019
.762264
.201384
.148021
.679269
.885591
.827860
.351658
.342066
.818865
.898264
.429186
.939263
.471543
.326362
.751454
.061432
.564975
.397489
.312065
.562862
.142280
.063356
.301006
.714894
.426859
.917127
.389185
.726563
.484430
.099152
.940513
.976361
.285863
.839320
.529171
.874675
.745512
.142687
.363700
.294766
.909685
.216666



111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169

Sy onHkrHEFO>RFFPFORFONHHPEFRFPFORFROFORFORFOODFODOF OO OO PO RFRPORFRFPORPRPFPFORFORFRFORFFOORPODONDJJdIJdF O

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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O WWORrRERERFEPENDDWWWMWNDDNO

.260037
.970408
.440723
.256771
.324516
.655084
. 749169
.015596
.425319
.599923
.535869
.531716
.468507
. 789497
.840944
.859039
.009436
.807770
.476287
.267296
.568428
.217031
.904886
.151076
.152543
.190628
.991845
.706473
.872268
.096910
.250843
.900258
.541963
.679118
.913189
.555290
.273578
.383136
.656811
.891328
.157068
.837768
.600474
.897136
.545992
.566541
.273213
.464394
.810809
.134979
.027422
.712130
.965803
.082725
.344632
.046237
.131017
.474584
.832358

235

=

OB D000 OWWWWOW--TOJoOoooOouUu U BB WWNWWSWOROORERFWWNNDWWDNDO

.523375
.331121
.431808
.534045
.035979
.949614
.064950
.139100
.514638
.758125
.304246
.988681
.426595
.448717
.000356
.069101
.112634
.546454
.970645
.403813
.561837
.516406
.449904
. 945577
.894401
.404942
.159902
.405830
.026734
.640679
.068936
.480219
.229383
.981652
.082664
.589918
.420397
.893309
.403959
.431058
.820533
.720611
.301737
.341337
.182946
.798689
.079291
.650007
.751373
.255226
.163722
.146977
.205049
.293037
.359230
.634954
.039206
.241181
.505787

oococoorNMNEFENMOREPENREREPFRPORFRDNDRER

[
o O

.757254
.519923
.372779
.393613
.262695
.573977
.141723
.646607
.215719
.958139
.142263
.159982
.992884
.768416
.898436
.678145
.379986
.498019
.154520
.775783
.336061
.548171
.595789
.456759
.645002
.786743
.896185
.653127
.017217
.249792
.698568
.343441
.346571
.461551
.518308
.085949
.447089
.853743
.756875
.832198
.150265
.203481
.054469
.009225
.879750
.775493
.938060
.457219
.419666
.076313
.559605
.611790
.226316
.731199
.332866
.825337
.830634
.196018
.775926



FRPPRPPRPRPRPOOORREFREFRERERPRRPRPPRPROOOOGORRERERONDOOO O

oNeoloholololoNoNoNolNolololololNoNoNololololeleololNolNololelNe]

.272640
.610367
.418814
.886074
.589885
.556182
.268775
.539536
.750979
.222336
.478097
.861591
.382789
.533151
.878438
.845874
.959136
.404398
.045122
.203107
.080896
.579179
.185157
.670954
.144880
.588220
.233017
.638622
.147468

CC3-R-a (+)

Center
Number

D2 cc3-rrad

Standard orientation:

(Angstroms)

O ~J o U WN

I I R e e el el e
NH OWOW-Jo U WN K O W

PFRorFFrRFRPRORPRPFPFORFORFRORFODOOR O JJJJ

O O OO OO ODODODODODODODODODOOOOoooo

236

.225807 -1.654856
.101601 -1.917524
.841150 -1.048882
.210622 0.108047
.129149 0.378707
.882424 -0.311996
.533180 -2.849892
.741188 0.797234
.311509 -1.329770
.638297 -1.031644
.692244 -2.787937
.167525 -0.419025
.719020 -1.123378
.337851 -0.024615
.147638 -1.758589
.706070 -2.982558
.999417 -3.489978
.687306 -2.987629
.238487 -0.578873
.969687 -0.587328
.924467 0.621402
.010512 -2.619718
.824630 1.576236
.487171 -3.577851
.002030 -2.800760
.166163 -2.217565
.529370 1.710337
.578954 2.494460
.912012 1.447703
Coordinates
X Y
.922782 5.546551
.922782 5.546551
.565048 1.124357
.565048 -1.124357
.363463 3.240527
.517573 3.884979
.165379 3.560576
.861201 4.750147
.508494 4.909682
.723957 6.711333
.393037 6.693773
.723957 6.711333
.393037 6.693773
.994878 7.977287
.032417 7.954721
.355358 7.952939
.716998 9.240551
.898056 10.126980
.417261 9.291550
.716998 9.240551
.898056 10.126980
.417261 9.291550

.099266
.099266
.901788
.901788
.727505
.953403
.615294
.795692
.079715
.259423
-0.
.259423
.618990
.081551
.431493
.973210
.266088
.881886
.578360
.266088
.881886
.578360

618990



23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81

FRPOoORPRPOORRFRPOFRFFORORPROORPRODOF DY ddPRPOOR RO FRFORRPOORRPOORF OO OR OO OO OOREORE PO

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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.994878
.355358
.032417
.861201
.508494
.165379
.363463
.517573
.658553
.762442
.988829
.565978
.259193
.905712
.743863
.887775
.719294
.704761
. 719294
.704761
.990611
.966536
.962133
.253559
.306636
.137964
.253559
.306636
.137964
.990611
.962133
.966536
. 743863
.887775
.565048
.565048
.115244
.115244
.259193
.905712
.565978
. 743863
.887775
.719294
.704761
.719294
.704761
.990611
.966536
.962133
.253559
.137964
.306636
.253559
.137964
.306636
.990611
.962133
.966536

237

O O OMNNRFORFEDNWWWNd P IIJ

-0

oo RrRPrNMNNOOHEFEP OO

-0

.977287
.952939
.954721
.750147
.909682
.560576
.240527
.884979
.137018
.340930
.490067
.648851
766132
.992708
.821683
.058998
.277811
.586310
.277811
.586310
.107252
.486808
.979283
.285914
.537402
.909509
.285914
.537402
.909509
.107252
.979283
.486808
.821683
.058998
.124357
.124357
.907561
.907561
.766132
.992708
.648851
.821683
.058998
.277811
.586310
.277811
.586310
.107252
.486808
.979283
.285914
.909509
.537402
.285914
.909509
.537402
.107252
.979283
.486808

.081551
.973210
.431493
.795692
.079715
.615294
.727505
.953403
.529002
.214940
.852031
.115173
.314865
.471500
.826084
.469045
.723538
.410247
.723538
.410247
.962111
.989043
.296802
.709056
.433648
.872101
.709056
.433648
.872101
.962111
.296802
.989043
.826084
.469045
.901788
.901788
.51548¢6
.51548¢6
.314865
.471500
.115173
.826084
.469045
.723538
.410247
.723538
.410247
.962111
.989043
.296802
.709056
.872101
.433648
.709056
.872101
.433648
.962111
.296802
.989043



82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140

Sy ohHRrPHEFOOHHFEFPFORHREFOOFFEFRFPFORFRROFOFOOPFOODYSIYIIIIIdIHF,FOOR,P PO RO PO RFRPFORFRFORFRFORFRRORFRODOORFOODRE OO O

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

OO OMNNREFEOREDNWWWD™ D
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.743863
.887775
.565978
.259193
.905712
.165379
.363463
.517573
.658553
.762442
.988829
.825625
.044809
.268303
-0.
.268303
.601987
.091209
.451854
.976338
.272565
.565457
.889647
.272565
.565457
.889647
.091209
.976338
.451854
.825625
.044809
.115244
.115244
.922782
.922782
.762442
.988829
.658553
.825625
.044809
.268303
.601987
.268303
.601987
.091209
.451854
.976338
.272565
.889647
.565457
.272565
.889647
.565457
.091209
.976338
.451854
.825625
.044809
.658553

601987

238

-0.

0.
.648851
.766132
-2.
.560576
.240527

-1
-2

-3
-3

-3.
-2.
.340930
.490067

-1
-0

-1.
.501160
.720802
.400322
.720802
.400322
.983766
.017637
.335197
.714503
.422499
.890357
.714503
.422499
.890357
.983766
.335197
.017637
.845117
.501160
.907561
.907561
.546551
.546551
.340930
.490067
.137018
.845117
.501160
.720802
.400322
.720802
.400322
.983766
.017637
.335197
.714503
.890357
.422499
.714503
.890357
.422499
.983766
.335197
.017637
.845117
.501160
.137018

-2

821683
058998

992708

884979
137018

845117

W P I J J 0O WWOWOWOUWIJIJJoOooOoo i bdhWWwWwWwWwRrHR

.826084
.469045
.115173
.314865
.471500
.615294
.727505
.953403
.529002
.214940
.852031
.713248
.864299
.676936
.655709
.676936
.655709
.944153
.921362
.920691
.207074
.257376
.093668
.207074
.257376
.093668
.944153
.920691
.921362
.713248
.864299
.51548¢6
.51548¢6
.099266
.099266
.214940
.852031
.529002
.713248
.864299
.676936
.655709
.676936
.655709
.944153
.921362
.920691
.207074
.093668
.257376
.207074
.093668
.257376
.944153
.920691
.921362
.713248
.864299
.529002



HFooRFRPORRPORRFRFOFRPFPODROR OO ODODE R O

eNeoNoholololololNoNoNoloBolololNolNoNolNololololeleolNolNolNolNol

OO ONNRPEFPFORFENWW

.214940
.852031
.115173
.314865
.471500
.615294
.727505
.953403
.795692
.079715
.259423
.618990
.259423
.618990
.081551
.431493
.973210
.266088
.578360
.881886
.266088
.578360
.881886
.081551
.973210
.431493
.795692
.079715

CC3-R-Db (+)

C2 cc3-raddx

Standard orientation:

(Angstroms)

O J o Ul WN

I R R e N el el e
WNHOWW-JoNU i WN - O W

R HFORFRFPFPORPRPFPFORFORFORFOORF O JJJJ

O O OO OO ODODODODODODOODODODOOOOoooo

NEFEF WNMNNRFRPFRPOOONRFRRERERPREREDNDWWOOONDN

239

.762442 -1.340930
.988829 -0.490067
.565978 -1.648851
.259193 -2.766132
.905712 -2.992708
.165379 -3.560576
.363463 -3.240527
.517573 -3.884979
.861201 -4.750147
.508494 -4.909682
.723957 -6.711333
.393037 -6.693773
.723957 -6.711333
.393037 -6.693773
.994878 -7.977287
.032417 -7.954721
.355358 -7.952939
.716998 -9.240551
.417261 -9.291550
.898056 -10.126980
.716998 -9.240551
417261 -9.291550
.898056 -10.126980
.994878 -7.977287
.355358 -7.952939
.032417 -7.954721
.861201 -4.750147
.508494 -4.909682
Coordinates
X Y
.409430 -5.097545
.298326 -5.680078
.577646 -1.324913
.577646 1.324913
.466376 -2.458851
.850601 -3.022476
476222 -3.044518
.971041 -4.399866
.194979 -4.776202
.874039 -6.435908
.011296 -6.609623
.385882 -6.609745
.241712 -6.402244
.887351 -8.040223
.550611 -8.135437
.011250 -8.209782
.979035 -9.062614
.594435 -10.075535
.817298 -8.930858
.4825009 -8.891861
.290016 -9.600267
.667954 -9.122809
.969204 -7.462300

.900310
.944669
.565583
.565583
.355606
.509137
.157251
.864749
.549559
.741478
.409256
.705642
.371451
.940228
.978158
.301270
.620903
.775447
.318105
.813380
.022733
.512840
.054207



24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82

oo FRFRPROORRPOORFOFFOFROR ORI dROOR PR RO RFORRPOROODRF OO OODOR OO OO OB

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.837644
.290807
.443814
.355743
.634445
.796395
.850112
.854505
. 745546
.571357
.596642
.539323
.331348
.533870
.365588
.634445
.522130
.634445
.522130
.605061
.481279
.281523
.597151
.528383
.570435
.597151
.528383
.570435
.605061
.281523
.481279
.533870
.365588
.149626
.149626
.531663
.099992
.985396
.228097
.472549
.980795
.395969
.763120
.212576
.763120
.212576
.219258
.309783
.804927
.759397
.080386
.241599
. 759397
.080386
.241599
.219258
.804927
.309783
.980795

240

.244262
.325279
.812831
.736830
.852573
.814836
.497998
.942859
.089041
.418446
.114101
.006552
.015580
.242893
.537164
.470801
.183253
.470801
.183253
.331297
.987513
.975337
.476650
.101455
.126713
.476650
.101455
.126713
.331297
.975337
.987513
.242893
.537164
.863976
.863976
.528059
.293021
.351003
.787228
.073605
.349208
.659143
.087172
.921782
.087172
.921782
.819602
.919266
.835854
.090773
.644962
.894879
.090773
. 644962
.894879
.819602
.835854
.919266
.349208

DI 9 J OO0 OVWOoOWIdIJdIJdJoooo b DbdWwWwwwer K

.419219
.092068
.856246
.465800
.169660
.366069
.521801
.651580
. 744299
.966536
.552432
.256412
.905602
.714820
.846653
.708394
.706507
.708394
.706507
.986347
.960926
.946909
.249734
.308965
.129350
.249734
.308965
.129350
.986347
.946909
.960926
.714820
.846653
.564214
.564214
.065023
.156886
.256575
.903038
.568100
.758241
.910038
.726892
.704995
.726892
.704995
.993787
.971218
.971583
.256998
.144739
.305855
.256998
.144739
.305855
.993787
.971583
.971218
.758241



83

84

85

86

87

88

89

90

91

92

93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141

acscsoo—rooHRrPFPOYYHRHFOHFHFPERPORFREFPFOOFOFOFOORFOODYITJIIJIIJdIF,FOHFR RO PO RFORFRPORFRRORPORFRORFROODRF ODODRF OO R

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

NN D0 JdJO0WOoWWOoWw-JdJJoyoyoyo U1 Ul W W

.395969
.472549
.985396
.228097
.476222
.466376
.850601
.955151
.450596
.854241
.022770
.365273
.615543
.752776
.280666
.103004
.443403
.178371
.571138
.736703
.620598
.554759
.074902
.288274
.980327
.913610
. 742123
.135259
.078424
.050126
.531663
.099992
.298326
.409430
.450596
.854241
.955151
.022770
.365273
.615543
.752776
.280666
.103004
.443403
.178371
.571138
.736703
.554759
.620598
.074902
.980327
.288274
.913610
.742123
.135259
.078424
.050126
.854505
. 745546

241

O OO wWwdhDwdhNDEFE O

NN WNORFRPRPORPRREFWWDNDDNDWNWNO

.659143
.073605
.351003
.787228
.044518
.458851
.022476
.193290
.500880
.482702
.607538
.229682
.979333
.313539
.381587
.033453
.938137
.938291
.301849
.972109
.670349
.353817
.582085
.908207
.619555
.020041
.640093
.008114
.962467
.598642
.528059
.293021
.680078
.097545
.500880
.482702
.193290
.607538
.229682
.979333
.313539
.381587
.033453
.938137
.938291
.301849
.972109
.353817
.670349
.582085
.619555
.908207
.020041
.640093
.008114
.962467
.598642
.942859
.089041

OO OMNNRPFEOREDNWWWD

oo orNMMOORHR P OO

.910038
.568100
.256575
.903038
.157251
.355606
.509137
.654688
.765139
.991407
.821098
.021098
.214430
-0.
.318130
.554729
.147833
.507230
.033068
.332443
.507155
.951283
.208754
.631861
.822356
.029582
.918837
.384846
.821771
.074158
.065023
.156886
.944669
.900310
.765139
.991407
.654688
.821098
.021098
.214430
-0.
.318130
.554729
.147833
.507230
.033068
.332443
.951283
.507155
.208754
.822356
.631861
.029582
.918837
.384846
.821771
.074158
.651580
. 744299

656686

656686



FooFPFRPORRPORRFRFOFRFRFOFROROOR OO OO OO

eNeoNoNoloBolololoNoNoNolNoBolololeolNolNolNolNolololelelNolNo)

.966536
.552432
.256412
.905602
.169660
.366069
.521801
.856246
.465800
.705642
.371451
.741478
.409256
.054207
.092068
.419219
.813380
.512840
.022733
.620903
.318105
.775447
.940228
.301270
.978158
.864749
.549559

Center
Number

Atomic
Number

(Angstroms)

O J o U W

NNONNNRE R R R R R e
B WNRP OWOWJoUd WN P O W

PFoorRroorooookHFrFoJdIRPr PO P ORFRFORF OO R O

oNeoloBolololeolNoNolNoNoloBolololNoNoNolololelelNelNeo)

242

.571357 1.418446
.596642 2.114101
.539323 3.006552
.331348 3.015580
.634445 3.852573
.796395 3.814836
.850112 4.497998
.443814 4.812831
.355743 4.736830
.385882 6.609745
.241712 6.402244
.874039 6.435908
.011296 6.609623
.969204 7.462300
.290807 7.325279
.837644 7.244262
.482509 8.891861
.667954 9.122809
.290016 9.600267
.979035 9.062614
.817298 8.930858
.594435 10.075535
.887351 8.040223
.011250 8.209782
.5506011 8.135437
.971041 4.399866
.194979 4.776202
Coordinates
X Y
.666688 1.284178
.827793 3.044594
.043401 3.121824
.826984 2.119109
.684622 1.242874
.520198 0.549045
.6493064 0.409230
.4926067 -0.304380
.743926 1.265012
.684380 1.826404
.068649 2.002920
.645283 0.410380
.695460 1.048814
.506065 -0.270374
.000000 5.657845
.084868 3.717282
.165807 4.351129
.950601 3.843124
.102763 4.830583
.978293 4.815437
.071379 6.618936
.911621 6.418375
.523388 8.026419
.157809 8.074026

P ORPONRPEPFRPOOO®WWOWIJdIJoo b wwbdhw

.202448
.937451
.582966
.266944
.446839
.629953
.358805
.336504
.627958
.604803
.606037
.891800
.780137
.939789
.541235
.992571
.113039
.806216
.496544
.164537
.365023
.054235
. 629295
.660877



25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83

FoRPPRPOORPROOFOOOFONPRORRPOOFRF O ORI, RO RO ORI R ORRPRPOOR OO OO O R o

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.344647
.579545
.154318
.408056
.292252
.959507
. 756290
.092575
.304696
.307535
.454751
.289569
.655595
.434688
.769371
.939424
.781824
.840528
.666688
.827793
.043461
.826984
.684622
.520198
.649364
.492667
. 743926
.684380
.068649
.645283
.695460
.506065
.292252
.959507
.756290
.092575
.304696
.307535
.454751
.289569
.655595
.434688
769371
.939424
.781824
.840528
.000000
.084868
.165807
.950601
.102763
.978293
.071379
.911621
.523388
.157809
.344647
.579545
.154318

243
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.184447
.100995
.094357
.977398
.000130
.019815
.321923
.817052
.736085
.375316
.041930
.707118
.548209
.556742
.906465
.533050
.880841
.235202
.284178
.044594
.121824
.119109
.242874
.549045
.409230
.304380
.265012
.826404
.002920
.410380
.048814
.270374
.000130
.019815
.321923
.817052
.736085
.375316
.041930
.707118
.548209
.556742
.906465
.533050
.880841
.235202
.657845
.717282
.351129
.843124
.830583
.815437
.618936
.418375
.026419
.074026
.184447
.100995
.094357

ORFRPNNOFOOO

ORFRP NMNNOWWOWOJIJIJoO P DdDWWNUUITOOORrRE OOOO

oo ororoNRE P oo

0

.023989
.370043
.548021
.080701
.783900
.466807
.710048
.321826
.482709
.414045
.081393
.948267
.725728
.091825
.609085
.104174
.502973
.943228
.202448
.937451
.582966
.266944
.446839
.629953
.358805
.336504
.627958
.604803
.606037
.891800
.780137
.939789
.783900
.466807
.710048
.321826
.482709
.414045
.081393
.948267
.725728
.091825
.609085
.104174
.502973
.943228
.541235
.992571
.113039
.806216
.496544
.164537
.365023
.054235
.629295
.660877
.023989
.370043
.548021



84

85

86

87

88

89

90

91

92

93

94

95

96

97

98

99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
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.408056
.623857
.414693
.856597
.918238
.028572
.318313
.729165
.842993
.019360
.195043
.864479
.213311
.114393
.404248
.219103
.379867
. 762760
.329910
.761650
.921645
.614114
762115
.671476
.029026
.530146
.121204
.902248
.311668
.623857
.414693
.856597
.918238
.028572
.318313
.729165
.842993
.019360
.195043
.864479
.213311
.114393
.404248
.219103
.379867
.762760
.329910
.761650
.921645
.614114
.762115
.671476
.029026
.530146
.121204
.902248
.311668
.110752
.840834

244

-8.
0.
-0.
.318587
.377228
.851071
.470960
.634118
.044725
.623235
.394519
.256493
.131339
.129855
.447566
.210116
.623263
.215141
.147147
474267
.793804
.514178
.666447
.594210
.501216
.394656
.995301
. 743424
.211364
.232806
.648468
.318587
.377228
.851071
.470960
.634118
.044725
-0.
.394519
.256493
.131339
.129855
.447566
.210116
.623263
.215141
.147147
.474267
.793804
.514178
.666447
.594210
.501216
.394656
.995301
.743424
.211364
.916617
.418596

=

OO ORFrRPROOOCOVWUWVWOIdIIdIJdJooyhbdWWDNDOUIORF R

977398
232806
648468

623235

.080701
.479373
.105727
.332078
.019846
.201421
.337590
.631497
.233046
.459872
.825128
.343169
.651438
.273776
.186854
.255573
.723531
.896151
.489608
.181118
.817462
.068053
.755135
.323633
.354915
.669389
.056417
.228244
.766886
.479373
.105727
.332078
.019846
.201421
.337590
.631497
.233046
.459872
.825128
.343169
.651438
.273776
.186854
.255573
.723531
.896151
.489608
.181118
.817462
.068053
.755135
.323633
.354915
.669389
.056417
.228244
.766886
.908925
.567335
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oNeoloholololoNoNoNolNolololololNoNoNololololeleololNolNololelNe]

-4,
-3.
-5.
.201477

-5

=7.
=7.
.335688
.312950
.314477

-9.
-10.

-9.

-5.
.567335

-8
-8
-8

-3

-4.
-3.
-5.
.201477

-5

=-7.
=7.
.335688
.312950
.314477
-9.
-10.
.645727
.622762
.684117
. 622762

-8
-8
-8

189804
887120
072683

066551
039524

598755
487723
6457277
908925

189804
887120
072683

066551
039524

598755
487723

Center
Number

Atomic
Number

(Angstroms)

O ~J o U WN

I I R e e el el e
NH OWOW-Jo U WN K O W

PFoorRrooorFFoJdJRrRFOOORFRPFPORFRFORFE OO O

O O OO OO ODODODODODODODODODOOOOoooo

W WNhRPRPOOMNMNNPEE WP WWENORLRE WDNDDN

245

.039506 -2.808504
.388854 -1.167976
.924473 -0.420875
.352624 0.585405
.759137 -0.118431
.247818 0.872332
.187590 -0.863126
.273646 -1.004249
.735782 -1.863386
.755711 -0.117677
.057696 -0.681361
.271756 0.850985
.110752 0.916617
.840834 2.418596
.039506 2.808504
.388854 1.167976
.924473 0.420875
.352624 -0.585405
.759137 0.118431
.247818 -0.872332
.187590 0.863126
.273646 1.004249
.735782 1.863386
.755711 0.117677
.057696 0.681361
.271756 -0.850985
.326352 -1.552904
.000000 0.000000
.326352 1.552904
Coordinates
X Y
.511559 -4.685791
.070105 -2.256350
.075514 -2.460659
.044351 -3.153741
.331453 -4.360472
.458104 -4.972053
.691657 -5.907602
.726935 -6.413677
.619708 -6.848844
.159487 -7.085301
.552151 -6.310752
.916597 -8.121300
.596433 -8.766534
.986167 -8.687583
.730281 0.785739
.497755 -0.907504
.310310 -0.032423
.801939 -1.132594
.897628 -0.203607
.873442 -0.430809
.882477 1.617843
.7578061 1.317623

B WBWEAEDSMDMORORNRLPOORRELNNN R

.437867
.898863
.539466
.569128
.768060
.492350
.680119
.494191
.454590
.420111
.669056
.660477
.226848
.517137
.786274
.133125
.750302
.670500
.010406
.554516
.071790
.468085



23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
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.228919
.476080
.331202
.378713
.591277
.289555
.783507
.244956
.054000
.521818
.858897
.988757
.014400
.008238
.173789
.322069
.120670
.497230
.590492
.506064
.341333
.497367
.121347
.842268
.729781
.751092
.294551
.237231
.590668
.030798
.636715
.513153
.691944
.489397
.283423
.347940
.389438
.519120
.055882
.324812
.711659
.862935
. 763696
.315243
.573159
.319175
.081608
.514025
.458634
.187623
.470246
.327028
.710870
.038710
.758195
.951818
.801565
.019421
.549470
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.504709
.461791
.753340
.437520
.350588
.129678
.466837
.922345
.611797
.802667
.603066
.671460
.211500
.210649
.279490
.212386
.266206
.128739
.915872
.170086
.755260
.077057
.001804
.740831
.628637
.255276
.561706
.013485
.840272
.564328
.339111
.780853
. 692501
.297905
.824178
.570031
.290719
.722639
.514852
.147039
.046067
.568623
.708493
.039661
.148416
.970480
.701961
.481758
.082107
.067243
.436059
.255308
.685328
.598230
.662174
.546826
.075255
.820842
.196926

O U OoYOoUUl D WN WD oYWy oo

.560751
.787297
.141790
.942804
.013590
.411509
.335381
.033358
.805395
.831755
.424682
.997910
.059350
.527767
.148210
.833750
.670077
.898590
.654141
.434926
.426256
.843898
.413233
.637659
.859912
.689397
.690639
.512690
.482630
.447136
.698105
.706413
.286305
.563583
.468836
.189853
.051650
.938578
.538406
.066363
.119366
.596971
.181037
.923677
.695165
.841802
.580617
.386998
.713118
.140998
.733111
.603403
.885184
.363067
.993428
.360126
.469564
. 648990
.077897



82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140

FRPOoORPRPOORPROOFOOORF OO RO RO ORI, RFOORE RO ORI R ORRPOOR OO ORI RE PR o

oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.176218
.180541
.384629
.070334
.699534
.696259
.846865
.984853
.008598
.202464
.178529
.526409
.352203
.551726
.678367
.622894
. 724645
.313325
. 755952
.719200
.830091
.165615
.360205
.546257
.644589
.702164
.430473
.572799
.048587
.888777
.194415
.246862
.198871
.979580
.444900
.438385
.360775
.297087
.116865
.852293
.273117
.014411
.898572
.263417
.764095
.861276
.843724
.963726
.700920
.690396
.530014
.856688
.632719
.232483
.989682
.459708
.267126
.254642
.110707

247

-0
-1
-2
-2
-3

-2.
-2.
.103903
-3.
-3.
-4.
.163263
.337794
.936643
.689699
.534935
.780035
.072914
.353230
.003207
.031872
. 737936
.885490
.544777
.224470
.371369
.037785
.175594
.505215
.141805
.669222
.997348
.462334
.260797
.912810
.805046
.921579
.839649
.445084
.358964
.761940
.799261
0.
-0.
.660653
.632907
.723926
.175323
.413605
.040205
.584224
.983563
.697582

-1

BSW DD D DN DNDNNDWWESE DWW DWWODdWwWwwwwNhww

w

-1
-0
-1

.613166
.880376
.534410
.161987
.944908
1.
.403014
.446783
.485499
.254977
.234681

204923

104894
151847

172268
029727
164791

218445
160889

-6.
=7.
-6.
.144669
.234186
.289314
.878566
.913223
.548055
.086665
.576485
.844058
.125783
.294065
.927889
.463307
.459402
.281923
.46999¢6
.775409
.463120
.892623
.602430
.709479
.283766
.091385
.830576
477671
.575962
.818195
.177956
-3.
.234131
.289890
-0.
-1.
.533597
-4.

A DO WNEFE OOWOUuoyU b b wWbhPEFERPFPONRE W

~J

-1
=2

-1

-3

-4

-5

867015
928961
306109

137162

874394
904866

063775

.551429
.730959
-3.
-5.
.793145
.265744
.313038
.266864
.467932
.772801
.465374
.891421
.606260
.690004
.276676
.094122
.878311
.457315
.566681
.820632
.196072

957729
185981
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.212504
.099883
.849539
.254525
.645310
.727109
.269578
.369706
.157314
.292785
.245532
.233189
.100032
.327739
.185556
.095938
.846696
.257626
.657205
.741796
.324982
.424329
.064225
.387260
.152659
.360784
.052095
.456607
.115906
.022739
.115100

Number

(Angstroms)

O J o U bW
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.348707 4.265329
.555363 1.548190
.436250 2.325913
.552807 1.918010
.401134 3.333998
.346230 3.529963
.225483 5.626756
.128731 5.659866
.466508 6.418916
.352228 5.957434
.575659 6.324021
.355283 7.892781
.245735 8.436078
.320631 7.979181
.790280 5.552349
.598200 4.216930
.129785 4.513660
.280101 4.403990
.985113 5.052850
.166643 5.112558
.954419 6.251072
.027720 6.166515
.849886 7.730526
.944255 8.149939
.719844 7.789664
.0909061 8.515591
.995447 9.561869
.167697 8.512764
.629517 -1.048799
.087022 0.092556
.029206 -0.368498
Coordinates
X Y
.325225 -5.541346
.969730 -3.281626
.074162 -3.850139
.709553 -3.642359
.312792 -4.800469
.955643 -5.006053
.095240 -6.712717
.784016 -6.740622
.308975 -7.965141
.340757 -7.967334
.342950 -7.891773
.000000 -9.243848
.142328 -10.11784¢6
.708221 -9.344206
.017198 -1.010696
.555636 -1.529202
.873687 -0.715651
.385003 -2.228071
.606017 -1.871846
.345900 -2.409729

.758069
.427976
.669750
.291962
.466856
.403703
.065848
.929650
.792981
.160912
.673093
.014116
.658360
.819666
.270822
.907874
.556429
.233081
.435872
.568122



21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
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.193425
. 743563
.980264
.231119
.929101
.194921
.786741
.715530
.333276
.864035
.461592
.297692
.553222
.786899
.581054
.609676
. 739066
.619436
.656591
.097378
.901977
.197841
.463261
.737586
.934884
.582058
.371248
.045470
.335847
.025865
.641329
.670806
.985636
.425576
.633442
.137420
.680914
.613806
.281108
.802788
.877923
.940373
.722394
.635693
.086625
.160229
.128026
.235199
.194667
.226862
.197711
.957249
.076153
.921717
.039386
.243828
.322083
.493070
.154772
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.743835
.3291091
.093665
.159791
.541999
.739638
.981624
.352557
.496293
.936453
.203364
.879930
.159359
.323916
.767325
.107164
.712557
.051875
.601820
.041744
. 746597
.199692
.547076
.236916
.935122
.508684
.698412
.794754
.680205
.596294
.965320
.916778
.997221
.209757
.110983
.202641
.728223
.624595
.814485
.458199
.507673
.398353
.247068
.116100
.422559
.770577
.313764
.525470
.015287
.377445
.822579
.192802
.295278
.088073
.827296
.569152
.696292
.441254
.905070

O J U W WU RPRFRPROONEFEFRERPRENMNMNORFRPEPORPRONRPEPROOORNWW

.432256
.407491
.699830
.677760
.677391
.963136
.852274
.010332
.555603
.972990
.104851
.786509
.497805
.176628
.427500
.102371
.771368
.806030
.132808
.566215
.800829
.264380
.517192
.200137
.422886
.117766
.269087
.403802
.621787
.236870
.400061
.771501
.280056
.538740
.125094
.297795
.264053
.812610
.974396
.567069
.218976
.841124
.010241
.687093
.211629
.247796
.572021
.866779
.002162
.560253
.876292
.635389
.237096
.964123
.119084
.289768
.026253
.996694
.297692



80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)
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.586545
.993941
.319440
.944877
.470924
.680914
.613806
.281108
.802788
.877923
.940373
.722394
.635693
.086625
.160229
.128026
.235199
.194667
.226862
.017198
.555636
.873687
.385003
.606017
.345900
.193425
. 743563
.980264
.231119
.929101
.194921
.786741
.715530
.333276
.864035
.461592
.297692
.553222
.786899
.581054
.609676
. 739066
.619436
.656591
.097378
.901977
.197841
.197711
.957249
.076153
.921717
.039386
.243828
.322083
.493070
.154772
.586545
.993941
.319440
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.911578
.197568
.694663
.831336
.456057
.728223
.624595
.814485
.458199
.507673
.398353
.247068
.116100
.422559
.770577
.313764
.525470
.015287
.377445
.010696
.529202
.715651
.228071
.871846
.409729
.743835
.329191
.093665
.159791
.541999
.739638
.981624
.352557
.496293
.936453
.203364
.879930
.159359
.323916
.767325
.107164
. 712557
.051875
.601820
.041744
.746597
.199692
.822579
.192802
.295278
.088073
.827296
.569152
.696292
.441254
.905070
.911578
.197568
.694663

[

HF OONRPFEFRERPRREPNNMNNORRE WO WOW O

O 0 0 00 oy Ul Ul Wb W

.273782
.277853
.560564
.448888
.607117
.264053
.812610
.974396
.567069
.218976
.841124
.010241
.687093
.211629
.247796
.572021
.866779
.002162
.560253
.270822
.907874
.556429
.233081
.435872
.568122
.432256
.407491
.699830
.677760
.677391
.963136
.852274
.010332
.555603
.972990
.104851
.786509
.497805
.176628
.427500
.102371
.771368
.806030
.132808
.566215
.800829
.264380
.876292
.635389
.237096
.964123
.119084
.289768
.026253
.996694
.297692
.273782
.277853
.560564
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=
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=

-0
-0
-2

-1

.448888
.607117
.517192
.200137
.422886
.117766
.269087
.403802
.621787
.236870
.400061
.771501
.280056
.538740
.125094
.297795
.758069
.427976
-2.
.291962
-0.
.403703
.065848
.929650
.792981
.160912
.673093
.014116
.658360
.819666
.090584
.524468
.524468
.365017
.365017

669750

466856

(Angstroms)

O ~J o U W

e el e
oYU WN R O W

NN HFHFrPFrPORFRPRPFPFORFRFOORF OO O

OO OO ODODODODOOOOOoooo
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.944877 0.831336
.470924 1.456057
.463201 5.547076
.737586 3.236916
.934884 3.935122
.582058 3.508684
.371248 4.698412
.045470 4.794754
.335847 6.680205
.025865 6.596294
.641329 7.965320
.670806 7.916778
.985636 7.997221
.425576 9.209757
.633442 10.110983
.137420 9.202641
.325225 5.541346
.969730 3.281626
.0741062 3.850139
.709553 3.642359
.312792 4.800469
.955643 5.006053
.095240 6.712717
.784016 6.740622
.308975 7.965141
.340757 7.967334
.342950 7.891773
.000000 9.243848
.142328 10.117846
.708221 9.344206
.000000 0.000000
.435347 -1.214754
.435347 1.214754
.121137 2.656373
.121137 -2.656373
Coordinates
X Y
.310098 0.175788
.586007 0.897699
.292109 1.697878
.059520 -0.421206
.482580 -0.719831
.777398 -1.774986
.676094 -0.231739
.814804 -1.314082
.033596 0.098132
.358385 -0.451947
.843943 1.166626
.4950609 -0.231379
.729630 0.031504
.652751 -1.314201
.476282 2.849490
.647697 0.111019

.617978
.056050
.267042
.01478¢6
.269208
.154060
.877851
.702709
.330881
.995273
.496689
.636693
.673602
.539522
.750170
.601725



17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
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.703230
761197
.251553
.489645
.862941
.979469
.718498
.121070
.558186
.239778
.861694
.391993
.836410
.172643
.515685
.189720
.162670
.212228
.917556
.880893
.023315
.240012
.041904
.088935
.125302
.076280
.303223
.580273
. 766738
.654971
.977813
.925101
.612556
.446051
.075872
.719402
.232502
.430106
.473604
.340813
.079784
.435687
.500273
.129418
.933291
.680825
.934344
.668886
.256691
.043174
.528203
.145956
.097904
.947304
.213219
.054917
.837070
.291863
.309370
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.339576
.168098
.558825
.328011
.239959
.900176
.398594
.102870
.694077
.827874
.905992
.512458
.518398
.462358
.494630
.200562
.291786
.971540
.486249
.996870
.190829
.439513
.619658
.286951
.784004
.834401
.100275
.641089
.437414
.687870
.999803
.064028
.511085
.594301
.176193
.726593
.892222
.500834
.234936
.583483
.754296
.720786
. 760545
.440760
.533711
.221142
. 742961
.272722
.503187
.791682
.916573
.625503
.161811
.193292
.661698
.118893
.123447
.929916
.335862

PR WONWAOS RN D WDESWWN R OO

.472931
.846648
.905850
.107609
.882284
.953529
.145238
.014562
.080373
.296823
.194820
.436085
.35129¢6
.765442
.752853
.558781
.362364
.263229
.284673
.052823
.643466
.410570
.884967
.631404
.606493
.467295
.557380
.119653
.597826
.319105
.725453
.004233
.911791
.053924
.220685
.525664
.02289¢6
.672350
.871678
.835856
.584106
.583739
.270615
.923115
.895609
.921111
.634094
.598308
.786231
.060236
.806220
.818331
.891430
.808615
.121759
.348240
.385502
.448215
.899546



76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
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oNeoNololololoNoNoNoNoloBololoNoNoNoNololololeololoNoNoloBolololNeolNolNoNoNolNoBolololoNeoNoNololololeololoNolNoNolololelelNelNo)

.461594
.373041
.407556
.681461
.513027
.653383
.880500
.811454
.982912
.662059
.620383
.523075
.566772
.646129
.761479
.640081
.651526
.711862
.478419
.673962
.810044
.593205
.865516
.800894
.156424
.788814
.390744
.171241
.100860
.661132
.516992
.180131
.752203
.315650
.029251
.370150
.928750
.547799
.920292
.331126
.421640
.873706
.212608
.796150
.030439
.691375
.882828
.399982
.013384
.913772
.256743
.981461
.399888
.425590
.254085
.006893
.048905
.178706
.102087
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.086356
.064162
.696074
.227919
.905527
.544186
.665609
.743707
.330054
.823559
.483423
.404396
.276951
.942316
.526605
.506361
.958167
.603444
.319600
.141557
.301208
.066039
.8199%61
.595534
.400535
.997664
. 748383
.859503
.269487
.661240
.968491
.095492
.362914
. 771049
.251524
.287798
.626919
.971887
.507976
.422602
.285574
.983801
.522200
.708146
.139583
.833549
.511003
.388730
.586768
.370776
.088149
.484185
.398754
.016295
.703281
.783598
.198651
.531606
.857543
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.106793
.457271
.551390
.241576
.605673
.100053
.720902
.292160
.852219
.893868
.640272
.040516
.168926
.145520
.443203
.172972
.370319
.164796
.369237
.907514
.521428
.491997
.734407
.474845
.874500
.042679
.736836
.511690
.548867
.640620
.547778
.795388
.900235
.83549¢6
.057136
.153139
.970987
.244813
.102910
.012647
.050658
.171307
.272266
.268143
.278258
.303917
.008410
.264374
.453050
.211090
.506427
.486173
.924836
.57748¢6
.128322
.891837
.823370
.300992
.172862
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.784193
.39329¢6
.904930
.565989
.881915
.480339
.440125
.578722
.515536
.841363
.338150
.699528
.879316
.078155
.092070
.789764
.851030
.671892
.546029
.929342
.062810
.792484
.718262
.982045
.109581
.001032
.251233
.011915
.836361
.104889
.048979
.043534
.426149
.852491
.016137
.380119
.100008
.162821
.621030
.770571
.853039

Number

(Angstroms)

=
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P o ok ooy oy
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.385763 -5.972298
.524373 -6.267483
.395477 -6.629460
.690551 -6.122886
.818320 -7.163524
.641735 -5.515930
.536940 -1.343620
.295212 -2.895244
.218613 -2.348533
.495454 -2.796487
.610801 -1.967158
.506263 -1.932349
.704296 -0.601929
.461022 -0.530962
.312137 -1.318618
.616747 -2.326560
.527565 -1.435673
.492442 -0.538562
.892314 -1.062965
.300567 -0.494314
.818181 1.514374
.885594 2.995370
.845428 2.491343
.150965 2.867545
.682590 2.077343
.038208 2.019627
.282682 0.825203
.484927 0.749039
.468608 1.602324
.130763 2.609141
.224555 1.718788
.071814 0.884209
.927139 1.450723
.329830 0.842301
.528284 -0.142684
.862265 1.672650
.232922 -0.175240
.033555 -2.104312
.261588 -4.243541
.917271 3.933466
.483155 -0.041787
Coordinates
X Y
.021128 1.432798
.748723 2.890364
.549675 2.520858
.574374 2.557860
.874769 1.750476
.929293 1.460717
.380573 0.667170
.459900 0.430854
.061950 1.467506
.627058 2.405664

.849707
.486848
.123746
.811754
.010528
.141707
.012040
.987871
.279223
.257068



11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
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.002373
.376799
.122274
.456441
.708210
.036973
.192940
.021523
.415094
.184581
.099968
.757492
.256710
.956407
.554382
.686834
. 762998
.368528
.666760
.616122
.650690
.350730
.441196
.120235
.642096
.157361
.389822
.666620
.814802
.497651
.025493
.051731
.021128
. 748723
.549675
.574374
.874769
.929293
.380573
.459900
.061950
.627058
.002373
.376799
.122274
.456441
.666760
.616122
.650690
.350730
.441196
.120235
.642096
.157361
.389822
.666620
.814802
.497651
.025493
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.735469
.665671
.252112
.468257
.813383
.176347
.832515
.693841
.060285
.655803
.178138
.600695
.675094
.861904
.225468
.152916
.226973
.649972
.181650
.027421
.790255
.844374
.404392
.059307
.867389
.389394
.889771
.613088
.362739
.591305
.298724
.177496
.432798
.890364
.520858
.557860
.750476
.460717
.667170
.430854
.467506
.405664
.735469
.665671
.252112
.468257
.181650
.027421
.790255
.844374
.404392
.059307
.867389
.389394
.889771
.613088
.362739
.591305
.298724

-8

-9.
-10.
-9.
-1.
-1.
.769735
.386011
-2.

-0
-2

-2

-1
-1
-2
-0

-1
-1

-3
-1

-0
-0

0
-1
-1
-2
-0
-1

0

-5.
.486848

-3

-4.
-3.
-5.
-5.
=7.
-6.
.279223
.257068
.256756

-9.
-10.
.589759
.330025
.019553
.259080
.911021
.090121
.263921
.502628
.342297
.367371
.759435
.231593
.581206
.229357

-8
-8
-8

.256756

542506
431626
589759
089099
605149

067036

. 743587
-0.
.587388
.207870
.244636
.567850
-0.
-1.
.654673
.330025
-3.
.259080
.911021
-1.

912310

955344

154741

019553

090121

.263921
.502628
.342297
.367371
.759435
.231593
.581206
.229357
.233731

849707

123746
811754
010528
141707
012040
987871

542506
431626



70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
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.051731
.708210
.036973
.192940
.021523
.415094
.184581
.099968
. 757492
.256710
.956407
.554382
.686834
. 762998
.368528
.903423
.486322
.408882
.250046
.933996
.473122
.623844
.069511
.732230
.420561
.273590
.473170
.245159
.988310
.467766
.355177
.946567
.701440
.796320
.251793
.528803
.839777
.964266
.236034
.637785
.117452
.154318
.495544
.903423
.486322
.408882
.250046
.933996
473122
.623844
.069511
. 732230
.420561
.273590
.473170
.245159
.988310
467766
.355177
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.177496
.813383
.176347
.832515
.693841
.060285
.655803
.178138
.600695
.675094
.861904
.225468
.152916
.226973
.649972
.960729
.137549
.199226
. 731748
.718318
.305659
.845141
.287924
.552875
.798995
.053526
.571495
.074174
.049370
.438366
.626599
.963422
.588639
.024549
.709822
.870817
.410161
.349282
.125784
.764463
.840850
.150950
.417925
.960729
.137549
.199226
.731748
.718318
.305659
.845141
.287924
.552875
.798995
.053526
.571495
.074174
.049370
.438366
.626599
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.233731
.089099
.605149
.769735
.386011
.067036
.743587
.912310
.587388
.207870
.244636
.567850
.955344
.154741
.654673
.981822
.693526
.914325
.593711
.734031
.133230
.086695
.756848
.874676
.272147
.737266
.008257
.600278
.809472
. 748797
.290365
.441121
.074002
.740401
.408409
.528418
.203272
777298
.814814
.137193
.478633
.645841
.176338
.981822
.693526
.914325
.593711
.734031
.133230
.086695
.756848
.874676
.272147
.737266
.008257
.600278
.809472
.748797
.290365



129 1
130 6
131 6
132 1
133 6
134 1
135 6
136 1
137 1
138 6
139 1
140 1
141 7
142 6
143 1
144 6
145 6
146 1
147 6
148 1
149 6
150 1
151 1
152 6
153 1
154 1
155 7
156 6
157 1
158 6
159 6
160 1
161 6
162 1
163 6
164 1
165 1
166 6
167 1
168 1
169 53
170 53
171 53
172 53
173 53
174 53
175 53
176 53
177 53

oNeolololololoNoNoNoNoloBolololNoNoNoloBololololoNoNoNoloBolololNeolNoNoNololoBolololNolNoNolololelNelNelNo)

.441121
.074002
.740401
.408409
.528418
.203272
777298
.814814
.137193
.478633
.645841
.176338
.381000
.163771
.790727
.480960
.642140
.826263
.535282
.507027
.804507
.780925
.783828
.067262
.955433
.114356
.381000
.163771
.790727
.480960
.642140
.826263
.535282
.507027
.804507
.780925
.783828
.067262
. 955433
.114356
.621400
.047023
.085353
.047023
.085353
L227777
2277777
.936870
.936870
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Atomic
Type

(Angstroms)

Center Atomic
Number Number
1 53
2 53

4.946567 -0.963422
3.701440 -1.588639
3.796320 -3.024549
3.251793 -3.709822
4.528803 -4.870817
3.839777 -5.410161
5.964266 -5.349282
6.236034 -5.125784
6.637785 -4.764463
6.117452 -6.840850
7.154318 -7.150950
5.495544 -7.417925
1.428484 -0.213910
2.946546 -1.177246
2.428020 -1.898409
2.835058 0.191309
2.032121 0.622498
1.992225 1.707236
0.708928 0.290275
0.622244 1.390950
1.462059 -0.128314
2.464565 0.312730
1.591607 -1.218203
0.707531 0.288645
1.256826 -0.040368
0.651909 1.384545
-1.428484 0.213910
-2.9465406 1.177246
-2.428020 1.898409
-2.835058 -0.191309
-2.032121 -0.622498
-1.992225 -1.707236
-0.708928 -0.290275
-0.622244 -1.390950
-1.462059 0.128314
-2.464565 -0.312730
-1.591607 1.218203
-0.707531 -0.288645
-1.256826 0.040368
-0.651909 -1.384545
-0.000000 0.000000
-1.865411 0.154638
0.119250 3.331211
1.865411 -0.154638
-0.119250 -3.331211
0.000000 -6.180529
-0.000000 6.180529
4.009335 -0.316701
-4.009335 0.316701
Coordinates
X Y
0.000000 0.000000
0.000000 0.000000
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1.409392
-1.409392



Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 53 0 0.000000 0.000000 0.000000
2 53 0 0.000000 0.000000 2.959416
3 53 0 0.000000 0.000000 -2.959416

I3(-) Dih cc3-i3b

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 53 0 0.000000 0.000000 0.000000
2 53 0 0.000000 0.000000 3.070122
3 53 0 0.000000 0.000000 -3.070122

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 53 0 0.559991 2.639329 -0.268915
2 53 0 3.722923 -2.028335 -0.316633
3 53 0 2.335239 0.364093 0.612304
4 53 0 -4.367405 -1.430755 0.075925
5 53 0 -2.250747 0.455669 -0.102680

I5(-) C2v cc3-ib5b

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 53 0 0.000000 0.000000 2.151418
2 53 0 0.000000 5.024827 -1.367275
3 53 0 0.000000 2.563868 0.291566
4 53 0 -0.000000 -5.024827 -1.367275
5 53 0 -0.000000 -2.563868 0.291566
I7 Cl cc3-1i7c
Standard orientation:
Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 53 0 -0.055594 -0.938174 2.624839
2 53 0 2.487539 0.589454 0.640921
3 53 0 -1.173477 -1.727944 -0.528541
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4 53 0 -1.889846 1.535483 0.764179
5 53 0 -3.319164 3.098429 -1.123930
9 53 0 4.360247 1.801310 -1.117204
7 53 0 -0.409704 -4.358559 -1.260265
I7(-) C3v cc3-i7b
Standard orientation:
Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 53 0 0.000000 0.000000 1.686387
2 53 0 0.000000 2.940253 0.312184
3 53 0 2.546334 -1.470127 0.312184
4 53 0 -2.546334 -1.470127 0.312184
5 53 0 -4.858044 -2.804793 -0.874313
6 53 0 0.000000 5.609587 -0.874313
7 53 0 4.858044 -2.804793 -0.874313
I9 Cs cc3-1i9c
Standard orientation:
Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 53 0 1.276713 2.014354 -0.000000
2 53 0 -1.832903 3.821278 -0.000000
3 53 0 1.981139 -0.779239 -2.185479
4 53 0 -1.677862 0.218470 -0.000000
5 53 0 1.981139 -0.779239 2.185479
9 53 0 1.981139 -3.337772 3.400621
7 53 0 1.981139 -3.337772 -3.400621
8 53 0 -1.175703 -2.565452 0.000000
9 53 0 -4.514801 4.745373 -0.000000
I9(-) Td cc3-1i%b
Standard orientation:
Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z
1 53 0 0.000000 0.000000 0.000000
2 53 0 1.902858 1.902858 1.902858
3 53 0 1.902858 -1.902858 -1.902858
4 53 0 -1.902858 1.902858 -1.902858
5 53 0 -1.902858 -1.902858 1.902858
6 53 0 -3.575494 -3.575494 3.575494
7 53 0 3.575494 -3.575494 -3.575494
8 53 0 -3.575494 3.575494 -3.575494
9 53 0 3.575494 3.575494 3.575494
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