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Supplementary Structures

Table S1: Supplementary structures and m/z of protonated deoxysphingolipids.

Name Structure

4E-3-DeoxySO
Y HO/Y\/\/\/\/\/\/\/\

m/z = 284.3 NH,

5E,14Z-1-Deoxysphingadiene OH

\‘/-\/\/\/\/\/E/\/
m/z = 282.3

NH,
6E-3-keto-1-deoxySO Q
\HJ\/\/\/\/\/\/\/\
m/z = 282.3
NH»>
1-D thylSA
eoxymethy oH

m/z = 2723 HZN\/\/\/\/\/\/\/\/\

13Z-1-DeoxymethylSO

.|IO
I

m/z = 270.3 HzN\/\/\/\/\/\/E/\/
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IMS Data: CCS

DT-IMS-MS measurements were performed on a modified Synapt G2-S HDMS instrument (Waters
Corporation, Manchester, UK) containing a drift tube instead of the commercial travelling wave cell.!"
lons were generated by nano electrospray ionization from a 10 uM solution of the lipid in methanol.
Drift times were converted into collision cross sections (CCS) using the Mason-Schamp equation.

Table S2: CCS of protonated deoxysphingolipids obtained from DT-IMS-MS measurements (Helium,
2.2 Torr). The values are given in A> + 1 A2. The CCS generally decreases with an increasing number
of double bonds.

Sample PTCCSHe [M+H]*
1-DeoxySA 120
3-Keto-1-deoxySA 120
4E-1-DeoxySO 118
5E-1-DeoxySO 118
8E-1-DeoxySO 117
12E-1-DeoxySO 117
13E-1-DeoxySO 116
14E-1-DeoxySO 117
14Z-1-DeoxySO 115
1-DeoxyPS 125
w-OH-1-DeoxySA 119
4E-3-DeoxySO 120
5E,14Z-1-Deoxysphingadiene 113
6E-3-keto-1-deoxySO 119
1-DeoxymethylSA 116
13Z-1-DeoxymethylSO 112
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IR Spectra and Optimized Structures

IR spectra were measured using an experimental setup described previously.®! lons were generated
by nano electrospray ionization from a 100 uM solution of the lipid in methanol (Sigma-Aldrich).
After m/z-selection in a quadrupole mass filter, the ions are deflected into a hexapole ion trap filled
with helium buffer gas. The walls of the ion trap were cooled with liquid nitrogen (~80 K) to allow
for buffer gas cooling. After pumping out the buffer gas, the trapped ions are picked up from the
trap by a pulsed beam of superfluid helium droplets, which are generated by expanding pressurized
helium into the vacuum via a cold nozzle. The doped droplets leave the trap and coincide with the
pulsed IR beam generated by the Fritz Haber Institute free-electron laser (FHI FEL)." In the case of
resonant absorption of multiple photons, the ion is released from the droplet and detected on a
time-of-flight detector. Spectra were recorded by scanning the spectral range of interest in steps of
2 cm™'. The laser was more strongly focused in the regions from 900 to 1150 cm™ and 1550-1800 cm”
! to increase the fluence in these wavenumber ranges.

The conformational space of the sphingolipids was sampled using the genetic algorithm FAFOOM.?!
Each generated structure was optimized at PBE+vdW™/light level of theory in FHI-aims.!®! The
conformational search included rotation of all rotatable bonds. For each sample, a subset of the
energetically most stable structures were re-optimized at PBE0-D3/6-311+G(d,p) level of theory
followed by a frequency calculation in Gaussian 16.

The following figures visualize the match between experimental and computed IR spectra. The
displayed theoretical spectra were obtained from specific low-energy conformers (conf) numbered
according to the labels in Tables S3 to S18. They were selected based on the match of the absorption
frequencies in the region between 1400-1650 cm™ with the experimental spectrum (example shown
in Figure S8). AF is the harmonic free energy relative to the lowest-energy conformer (see Tables S3-
S18). It is a useful value in this experiment, which is conducted at constant temperature and volume.
The selected conformer is not always the lowest-energy conformer according to AF with the
employed level of theory.
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Figure S1: Experimental (transparent) and computed (grey) IR spectra and corresponding structures

of saturated and monounsaturated 1-deoxysphingolipids (1200-1800 cm™).
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Figure S2: Experimental (transparent) and computed (grey) IR spectra and corresponding structures
of the isomers 5E,14Z-1-deoxysphingadiene and 6E-3-keto-1-deoxySO (1350-1550 cm™).
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Figure S3: Experimental (transparent) and computed (grey) IR spectra and corresponding structures
of 1-deoxymethylsphingolipids (1350-1550 cm™).
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Figure S4: Experimental (transparent) and computed (grey) IR spectra and corresponding structures
of the OH-regioisomers 1-deoxyPS and w-OH and of 4E-3-deoxySO (900-1800 cm™).
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Comparison between 1-Deoxysphingolipids and 1-Deoxymethylsphingolipids
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Figure S5: IR spectra of 1-deoxysphingolipids and their 1-deoxymethylsphingolipid analogues. a)
The absorption bands of 1-deoxySA and 1-deoxymethylISA overlap largely. b) The main absorption
band of 14Z-1-deoxySO is slightly shifted compared to 13Z-1-deoxymethyISO.
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Figure S6: IR spectra of the OH-regioisomers 4E-1-deoxySO and 4E-3-deoxySO. The frequencies of
N-H bending vibrations coincide, whereas differences occur in the low wavenumber range.
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Calculated Spectra in the 3 Micron Range

The following calculated spectra illustrate the expected N-H stretching vibrations of the
deoxysphingolipids in the 3 micron range. Experimental data are not available for this wavenumber
range. For each structure, only the spectrum of the selected conformer according to the best match
in the experimentally accessible region is shown (numbering according to Tables S3-S18).
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Figure S7: Calculated IR spectra of the selected conformers of all investigated deoxysphingolipids in
the region between 2500-3800 cm™". The expected N-H stretching vibrations of the NH;* group are
indicated by red markers in each spectrum. According to the calculated spectra, the band patterns
derived from the NHs™ vibrations in the 3 micron range are very diagnostic and allow for isomer
distinction. O—H Stretching vibrations are located at higher wavenumbers (3700-3800 cm™).
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Energetics of all Conformers

Table S3: List of distinct structures of 1-deoxySA re-optimized at PBE0-D3/6-311+G(d,p) level of
theory in Gaussian 16. Each conformer has a distinct label (conf_XX or ref_XX) and the final energy
AE (including zero-point energy) and harmonic free energy AF at 78 K assigned to it. The energetics
are relative to the lowest-energy conformer. All energies are displayed in kJ mol™.

ID AE(PBEQ-D3) [kJ mol'']  AF(PBEO0-D3, 78 K) [kJ mol]

conf_00 0 0
conf 01 1.42827 2.09797
conf_02 3.91725 5.18383
conf_03 4.35308 461134
conf_04 26.45454 25.87002
conf_05 1.73283 2.20333
conf_06 2.39971 2.92859
conf_07 4.36096 462471
conf_08 2.53098 1.37911
conf_09 2.33932 1.78365

Table S4: List of distinct structures of 3-keto-1-deoxySA re-optimized at PBEO-D3/6-311+G(d,p)
level of theory in Gaussian 16.

ID AE(PBEO-D3) [kJ mol”']  AF(PBEO-D3, 78 K) [kJ mol "]

conf_00 0 0

conf 01 3.52342 4.50564
conf_02 5.0042 541151
conf_03 4.89393 5.89607
conf 04 15.59022 16.49001
conf_05 5.66583 6.00995
conf_06 5.95988 6.95996
conf 07 5.06459 5.64774

Table S5: List of distinct structures of 4E-1-deoxySO re-optimized at PBE0-D3/6-311+G(d,p) level
of theory in Gaussian 16. The reference conformers are structures provided by the authors of ref. ©
optimized by the same procedure.

ID AE(PBEO0-D3) [kJ mol”']  AF(PBEO-D3, 78 K) [kJ mol]

conf_00 0.80865 1.64594
conf 01 9.54894 9.93221
conf_02 15.37755 15.16325
conf_03 22.05157 20.84131
conf 04 0.37019 0.23694
conf_05 0.57235 0.68157
conf_06 0 0
conf 07 2.67538 2.22961
conf_08 6.60575 5.3536
conf_09 8.04715 7.14667
ref_011@ 4.57099 3.65677

ref 02 -0.28093 0.32832
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Table S6: List of distinct structures of 5E-1-deoxySO re-optimized at PBE0-D3/6-311+G(d,p) level

of theory in Gaussian 16. in kJ mol™.

ID AE(PBEQ-D3) [kJ mol ]

AF(PBE0-D3, 78 K) [kJ mol ]

conf_00 8.34384 8.74978
conf 01 10.33134 10.78124
conf 02 14.73693 13.96558
conf 03 20.82284 21.23634
conf 04 30.01472 30.37876
conf_05 29.07216 28.09201
conf_06 10.44161 10.42857
conf 07 14.07006 14.1724
conf_08 11.37104 11.51254
conf_09 12.21383 11.49674
conf_10 12.2217 11.51011
conf_11 13.43994 13.59998
conf 12 16.2571 16.77362
conf 13 14.76844 14.64755
conf_14 14.76581 14.78093
conf_15 15.83439 14.9868
ref 018 0 0

Table S7: List of distinct structures of 8E-1-deoxySO re-optimized at PBEO-D3/6-311+G(d,p) level
of theory in Gaussian 16. The functional group interacting with the double bond and the interaction
distances are specified for each conformer (OH or NHs").

ID AE(PBEO-D3) [kJ mol™']  AF(PBEO0-D3, 78 K) [kJ mol"'] Interaction Distance [A]
conf_00 0 0 OH 2.17
conf 01 3.95925 3.55812 NH3* 2.27
conf_02 5.45054 5.7349 OH 2.12
conf_03 7.91063 6.73266 none -
conf_04 26.19986 26.77477 NH3* 2.13
conf_05 3.46566 3.68134 OH 2.15
conf_06 4.21655 4.29829 OH 2.17
conf_07 6.87618 6.84253 OH 2.13
conf_08 6.88931 6.67707 OH 2.17
conf_09 6.0229 5.25223 OH 2.15
conf_10 6.4246 7.21518 OH 2.12
conf_11 5.69996 6.13063 OH 2.13
conf_12 9.30215 7.903 (NHs*) (3.32)"
conf_13 15.44844 15.06242 NHs* 2.30
ref_ 018 6.67402 5.90611 (NHs*) (3.87)"
ref_0218 11.07173 11.33412 NHs* 2.27

! The interaction distance is too long for a specific interaction.
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Table S8: List of distinct structures of 12E-1-deoxySO re-optimized at PBEO-D3/6-311+G(d,p) level
of theory in Gaussian 16.

ID AE(PBE0-D3) [k mol"]  AF(PBE0-D3, 78 K) [kJ mol ]

conf_00 1.55692 0.66606
conf_01 9.66709 9.52011
conf_02 9.3494 8.03681
conf_03 10.28933 8.69924
conf_04 34.39142 33.39891
conf_05 10.28933 10.09976
conf_06 9.3494 8.04162
conf_07 11.14525 10.34299
conf_08 16.22296 17.22923
conf_09 13.09862 13.05054
conf_10 0 0
conf_11 2.13978 1.43437
conf_12 482304 3.19105
conf_13 10.7908 9.83744
conf_14 8.45673 7.30143
conf_15 12.03792 11.71166
ref_01(! 20.75458 20.77038

Table S9: List of distinct structures of 13E-1-deoxySO re-optimized at PBE0-D3/6-311+G(d,p) level
of theory in Gaussian 16.

ID AE(PBEO-D3) [kJ mol”']  AF(PBEO-D3, 78 K) [kJ mol]

conf_00 3.57593 5.71552
conf_01 499895 6.15701

conf_02 2.77253 2.77116
conf_03 5.13023 6.59051

conf_04 29.34259 30.03426
conf_05 5.32451 7.05679
conf_06 5.47154 6.83291

conf_07 8.54338 10.25367
conf_08 9.04747 10.64375
conf_09 9.63821 10.73788
ref_01(8 0 0

Table S10: List of distinct structures of 14E-1-deoxySO re-optimized at PBE0-D3/6-311+G(d,p) level
of theory in Gaussian 16.

ID AE(PBEO-D3) [kJ mol”']  AF(PBEO-D3, 78 K) [kJ mol]

conf_00 0.21529 0.64046
conf 01 441346 4.05904
conf_02 6.89981 7.7845

conf_03 6.74491 6.15283
conf 04 21.33744 21.55105
conf_05 7.18862 6.66179
conf_06 7.76098 7.17577
conf 07 9.13149 9.1885

conf 08 9.63296 9.54367
conf_09 10.90895 10.5037

ref 018 0 0
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Table S11: List of distinct structures of 14Z-1-deoxySO re-optimized at PBE0-D3/6-311+G(d,p) level
of theory in Gaussian 16.

ID AE(PBEQ-D3) [kJ mol'']  AF(PBEO0-D3, 78 K) [kJ mol]

conf_00 -0.0105 1.31171
conf 01 0.9058 2.52886
conf 02 0 0
conf_03 0.58811 1.75303
conf_04 3.21099 5.19328
conf_05 1.8326 1.99813
conf_06 23.52973 24.35946
conf_07 2.3682 2.63401
conf_08 0.1339 0.74521
conf_09 6.01765 7.90927
conf_10 8.31233 9.71147
conf_11 4.34783 5.96471
conf_12 0.18904 1.65274
conf_13 3.33964 430811
conf_14 9.04747 11.05861
conf_15 6.49549 7.67827
conf_16 7.96577 8.63202

Table S12: List of distinct structures of 1-deoxyPS re-optimized at PBE0-D3/6-311+G(d,p) level of
theory in Gaussian 16.

ID AE(PBEQ-D3) [kJ mol'']  AF(PBEO-D3, 78 K) [kJ mol]

conf_00 0 0
conf_01 20.67319 21.59977
conf_02 11.25289 11.5819
conf_03 22.55305 23.12383
conf_04 0.85329 2.14459
conf_05 3.84636 5.6013
conf_06 3.61794 4.38448

Table S13: List of distinct structures of w-OH-1-deoxySA re-optimized at PBEO-D3/6-311+G(d,p)
level of theory in Gaussian 16.

ID AE(PBEO-D3) [kJ mol']  AF(PBEO-D3, 78 K) [kJ mol]

conf_00 0 0
conf 01 14.35361 15.28225
conf_02 16.15995 15.51361
conf_03 4.04327 453919
conf 04 487818 5.08355
conf_05 3.98813 3.7182
conf_06 2.97207 2.69389
conf 07 6.72916 6.6536
conf 08 15.64273 16.02943
conf_09 16.97386 17.78024
conf_10 17.45432 17.36022
conf_11 491756 414278
conf_12 5.91525 5.2174
conf_13 5.73409 5.48819
conf_14 5.931 5.79707

conf_15 8.24932 7.16201
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Table S14: List of distinct structures of 4E-3-deoxySO re-optimized at PBEO-D3/6-311+G(d,p) level
of theory in Gaussian 16.

ID AE(PBE0-D3) [k mol"]  AF(PBE0-D3, 78 K) [kJ mol ]

conf_00 0 0

conf_01 527726 5.39746
conf_02 7.28839 6.85154
conf_03 7.29364 7.49352
conf_04 9.08948 9.30378
conf_05 7.03371 6.67586
conf_06 8.23094 7.52141
conf_07 8.76129 7.4693
conf_08 9.80624 7.87615
conf_09 7.29889 7.49877

Table S15: List of distinct structures of 5E-14Z-1-deoxySD re-optimized at PBE0-D3/6-311+G(d,p)
level of theory in Gaussian 16.

ID AE(PBEO-D3) [kJ mol"]  AF(PBEO-D3, 78 K) [kJ mol ]

conf_00 0 0
conf 01 10.22317 10.14493
conf 02 14.69388 15.67686
conf 03 15.99553 17.1734
conf 04 14.69388 15.67686
conf_05 1.95042 2.2448
conf 06 2.26541 2.32619
conf 07 472431 5.16698
conf 08 455492 5.63695
conf 09 6.72107 7.76885
conf_10 5.60411 6.07803

Table S16: List of distinct structures of 6E-3-keto-1-deoxySO re-optimized at PBEO-D3/6-
311+G(d,p) level of theory in Gaussian 16.

ID AE(PBEO-D3) [kJ mol"]  AF(PBEO-D3, 78 K) [kJ mol]

conf_00 0 0
conf 01 0.61437 0.26269
conf 02 4.03014 3.97039
conf 03 4.26644 3.68741
conf 04 3.79647 3.65429
conf_05 5.96514 6.40404
conf_06 5.2405 5.29613
conf 07 10.2237 10.99505
conf 08 10.54926 10.90574

conf_09 32.09936 32.47989
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Table S17: List of distinct structures of 1-deoxymethylSA re-optimized at PBE0-D3/6-311+G(d,p)
level of theory in Gaussian 16.

ID AE(PBE0-D3) [k mol"]  AF(PBE0-D3, 78 K) [kJ mol ]

conf_00 1.75646 2.7634
conf_01 0 0
conf_02 245222 2.48518
conf_03 7.81611 8.13207
conf_04 6.36421 6.79625
conf_05 2.28944 1.68568
conf_06 455262 442692
conf_07 4.57362 4.06877
conf_08 5.25363 5.5421
conf_09 6.31695 6.29566

Table S18: List of distinct structures of 13Z-1-deoxymethylSO re-optimized at PBE0-D3/6-
311+G(d,p) level of theory in Gaussian 16.

ID AE(PBE0-D3) [k mol"]  AF(PBE0-D3, 78 K) [kJ mol ]

conf_00 2.17391 2.64098
conf 01 2.58611 3.50239
conf 02 1.65406 2.20424
conf 03 3.15322 3.39912
conf 04 2.58349 3.49702
conf 05 0 0

conf 06 1.6068 1.28054
conf 07 6.04915 6.21812
conf 08 5.78922 5.95545

conf_09 4.92543 4.19186
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Table S19: Overview of energetics, interactions and interaction distances in selected conformers.
Energies are rounded to whole numbers.

Sample Conformer AF(PBEO-D3, 78 K) [k) mol”']  Interaction Distance [A]
1-DeoxySA conf_09 2 NHs3*--OH 1.98
3-Keto-1-deoxySA conf_05 6 NH3*--O=C 1.81
4E-1-DeoxySO conf_05 1 NHs3*--C=C 2.69
NHs*--OH 2.05
5E-1-DeoxySO conf_06 10 NH3*--C=C 214
NHs3*--OH 2.21
8E-1-DeoxySO conf_01 4 NH3*--C=C 227
NH3*--OH 2.11
conf_13 15 NH3*--C=C 230
NHs*--OH 2.07
12E-1-DeoxySO conf_01 10 NHs3*--C=C 2.39
NH;*--OH 1.96
13E-1-DeoxySO conf_01 6 NH3*--C=C 2.09
NH;*--OH 1.99
14E-1-DeoxySO conf_01 4 NHs3*--C=C 2.16
NHs3*--OH 1.94
14Z-1-DeoxySO conf 07 3 NH3*--C=C 2.06
NHs3*--OH 2.04
1-DeoxyPS conf 04 2 NHs3*--2 OH 2.11,1.79
w-OH-1-DeoxySA conf 03 5 NHs3*--2 OH 1.98, 1.662
conf_05 4 NHs3*--2 OH 2.01, 1.692
4E-3-DeoxySO conf 04 9 NH3*--C=C 2.23
NH3*--OH 2.02
5E,14Z-1-Deoxysphingadiene  conf 03 17 NHs*--C=C 2.12 (142)
NHs3*--C=C 2.89 (5E)
NH;*--OH 2.30
6E-3-keto-1-deoxySO conf_01 0 NH3*--O=C 1.82
conf_02 4 NH3*--0=C 1.89
1-DeoxymethyISA conf_00 3 NHs*--OH 2.03
13Z-1-DeoxymethylSO conf_07 6 NH3*--C=C 2.16
NHs*--OH 2.05

2 The shorter distance refers to the interaction between the amine and the terminal w-OH group.
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Figure S8: Comparison of the experimental IR spectrum of 14E-1-deoxySO with the computed
spectra of all optimized conformers (Table S10). The best match in the region 1400-1650 cm™ was
found for conf_01 (red).
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Cartesian coordinates of all re-optimized conformers are given below. All geometries are obtained

from optimization at PBE0-D3/6-311+G(d,p) level of theory in Gaussian 16 using default settings.

1-

DeoxySA

conf_00

I rrZIITITIINDIINIIONOIINNDIIIINIINIINIIONCOIINIIIONONIE

-1.713018 -2.22972 -2.483398
-1.105308 -1.602758 -1.247185
-2.198165 -1.458317 -3.082427
-2.463849 -2.978757 -2.221131
-0.946078 -2.690201 -3.112975
-3.024431 0.006583 -0.848974
-3.703819 -0.493149 -1.54717
-2.423272 0.707562 -1.439361
-2.079388 2.632868 0.637954
-0.662517 2.127099 0.385982
-2.014305 3.477423 1.332399
-2.495921 3.047159 -0.289873
0.297465 3.19666 -0.119453
-0.678989 1.300605 -0.333668
-0.264726 1.709732 1.322023
1.690606 2.64996 -0.423766
0.37029 3.988811 0.634064
-0.117349 3.669883 -1.018996

1.759687 1.817703 -1.700806
2.026063 2.055808 0.436429
2.402171 3.478784 -0.510693
1.518123 2.462659 -2.553664
0.972936 1.050894 -1.688968
2.644838 -1.005347 -0.665998
3.014547 -1.871871 0.539559
2.649604 -1.613132 -1.581564
1.620826 -0.624747 -0.549709
2.685599 -1.240121 1.891494
4.084957 -2.098948 0.493519
2.516865 -2.853134 0.478253
1.191913 -1.117589 2.170244
3.142821 -0.246468 1.959414
3.143575 -1.834228 2.689436
0.871319 -0.416899 3.482479
0.750974 -2.128954 2.196547
0.709099 -0.555259 1.356475
1.318567 -0.946272 4.328052

-0.206092 -0.356652 3.658733
1.268164 0.602412 3.482658

-0.345183 -2.66298 -0.486712
0.227348 -2.249706 0.259584
0.265421 -3.210759 -1.092725
-0.375872 -0.833924 -1.51246



H -1.045411 -3.272095 -0.04421
C -2.103176 -1.034878 -0.241506
H -1.525389 -0.571821 0.571102
0 -2.782309 -2.177991 0.264812
H -3.462934 -1.910953 0.887458
C 3.576231 0.185447 -0.871189
H 3.698375 0.723114 0.074793

H 4.572359 -0.191403 -1.128609
C 3.114625 1.157715 -1.955309
H 3.081009 0.634428 -2.919097
H 3.873677 1.940362 -2.065937
C -3.043446 1.590078 1.215592
H -2.490507 ©.923434 1.892145
H -3.776471 2.093575 1.85309

C -3.838037 0.781475 0.187369
H -4.515199 0.096009 0.715622
H -4.499179 1.462571 -0.358589
conf_01

11

C 3.371354 -2.32343 0.723871

C 2.60793 -2.256767 -0.577165
H 3.29348 -3.332433 1.134808

H 2.979455 -1.626175 1.468222
H 4.433147 -2.112607 ©.574433
C 0.325933 -1.923451 0.558151
H 0.432721 -0.836319 0.436265
H 0.743094 -2.172667 1.539701
C -3.461218 -1.521108 1.432473
C -4.08494 -1.367406 0.04183

H -3.906635 -0.79307 2.118642
H -3.729955 -2.506209 1.831179
C -3.627366 -0.142206 -0.745942
H -5.174735 -1.342933 0.153593
H -3.875448 -2.264358 -0.554293
C -3.928157 1.19901 -0.088101
H -4.097832 -0.163641 -1.736753
H -2.548505 -0.218688 -0.932898
C -3.424083 2.398259 -0.893258
H -3.505128 1.225067 ©.923171
H -5.01177 1.29571 0.046699

H -3.720213 3.322192 -0.382497
H -3.934778 2.412359 -1.863419
C 0.392612 2.24188 -0.074182

C 1.23668 2.480782 1.17271

H ©0.784983 2.821909 -0.918373
H 0.463678 1.182331 -0.377235
C 2.617529 1.83617 1.142007

H 0.695773 2.105189 2.049433

H 1.346509 3.560352 1.328963

C 3.493638 2.235956 -0.040322
H 2.496947 0©.736758 1.177922
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.15117 2.071867 2.069915
.889692
.574926
.002115
.431431
.485585
.865713
.657246
.962122
.581344
.076506
.404306
.127382
.089185
.672577 -2.33342 -1.829307

.630457 0.017682
.328282 -0.063748
.977597 -0.989899
.982103 0.899774
.893802 -0.859865
.53449 0.095445
0.865523 -1.163724
0.845417 -1.924757
0.627784 -1.523593
2.889731 -1.335428
0.148765 -0.474154
2.641708 -0.517026
3.726176 -0.349707

.263984 -2.530153 -1.913461

.080094
.470249
176774
.914792
.613748
.676058
.945696
.695586
.599193
.161947
.312198

2.568832 0.131238
1.915368 0.920711
3.59075 0.518373
2.422744 -1.135873
1.508786 -1.66476
3.24697 -1.81786
-1.344779 1.482774
-0.305872 1.23347
-1.498611 2.511621
-2.258795 0.547688
-3.30957 0.823978

.56949 -2.14132 -0.464435

conf_02

I T ONHODITITNOIITNOIITONONODIINIITITONONEER

1

0.750184 3.815439 -1.216167
1.372449 2.886251 -0.194556
-0.087444 4.347567 -0.764318
0.37304 3.260096 -2.078337
1.465946 4.569735 -1.555945
.896375 2.169781 0.726028

.466172 2.499596 -0.148416
.793145 3.037179 1.390324
.93813 1.444629 0.372533
.664352 0.359291 -0.667256
.756612 2.423676 -0.087229
.00123 1.441635 0.637744
.921291 -1.067065 -0.184542
.628058 0.454186 -1.016404
.280865 0.5521 -1.552413
.290036 -2.135915 -1.077357
.002474 -1.232488 -0.125815
.554149 -1.191191 ©.840726
.764919 -2.20237 -0.980376
.579668 -1.950978 -2.118346
.700006 -3.118922 -0.818116
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.363064 -1.188384 -1.135377
.371511 -2.792704 -1.814152

.204644 -2.946135 -0.39427
.662924 -2.749797 0.011663
.022944 -2.450151 -1.35719
.028694 -4.013376 -0.572376
.113902 -1.294496 0.074979
.310501 -3.28345 -0.693192
.82951 -3.217447 0.990542
.549543 -1.129496 0.555506
.449118 -0.730021 0.744778
.004657 -0.852567 -0.928125
.013568 0.318944 0.594656
.220147 -1.705743 -0.09139
.643802 -1.565539 1.55604
.033056 0.756324 -0.413101
.026943 0.416994 0.990616
.369588 0.922652 1.253465
.575655 2.222553 -0.823076
.198592 1.780984 -0.138102
.123362 2.867627 -1.391942
.728386 3.439127 0.677574
.189282 1.464297 -1.409847
.475081 1.727123 0.249032
.98783 1.19168 1.064701
.415485 0.888546 -0.898364
.007995 0.043499 -0.679108
.205983 -2.462017 0.651423
.466193 -2.908558 1.619106
.313078 -1.376494 0.804725

.254559 -2.77393 0.34067
.867236 -2.399455 1.168368
.399087 -3.861061 0.333647
.1229 1.317479 1.664663
.254889 2.227043 2.262427
.52684 0.503749 2.2752
.634646 1.05194 1.456594
.154553 0.881837 2.427287
.525541 0.112766 0.901059

conf_03

NOIITITNIITITNONR
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-0
0.
-2
-3

.264017 -0.994915 2.342897
.194196 -1.658828 1.355184
.023334 -1.701161 3.140522
.327017 -0.681245 1.875824
.731449 -0.123595 2.80804

.235115 -2.94833 0.22305

.4289 -2.853033 1.088493

038662 -3.951873 -0.177071
.646521 -2.441671 -0.710157
.109218 -1.189058 0.030118
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-2.47044 -3.248523 0.011288
-3.468275 -2.793617 -1.344045
-3.596332 -0.074228 -0.891136
-2.312671 -0.815641 0.688599
-3.930182 -1.472062 0.700012
-4.413312 1.004365 -0.181773
-4.231761 -0.520609 -1.666564
-2.755537 0.378634 -1.429999
-3.73569 1.773534 0.952651
-5.316115 0.529991 0.222632
-4.765276 1.726801 -0.92818
-3.3916 1.080343 1.731685
-4.508898 2.384179 1.430162
-0.09746 3.005877 0.113115
1.253051 2.318576 -0.018319
-0.039754 3.772904 0.895076
-0.326911 3.53626 -0.818956
.428184 3.258757 -0.252128
.183597 1.595573 -0.847621
.43668 1.750011 0.907821

.775912 2.5522 -0.375522
.470411 3.974546 0.575962
.247446 3.85034 -1.157747
.950315 1.751398 -1.661237
.932008 1.916121 0.514415
.579381 3.292746 -0.318076
.153601 1.014942 -1.821557

.90893 1.225384 -1.685583
.92463 2.415949 -2.528999
.545915 -0.726743 0.226147
.999119 -1.296306 -0.50186
.166785 0.033174 0.511
.153733 -1.891462 1.824858
.710258 -0.294869 -0.177348
.67479 -2.954739 0.722968
.764944 -3.721282 1.503226
.614194 -3.209206 -0.315218
.437355 -4.054661 -0.735032
-1.2191 2.029543 0.437885
-1.24145 1.242825 -0.326165
-0.995978 1.529395 1.3921
-2.585473 2.696209 0.544638
-2.828796 3.182119 -0.409387
-2.504058 3.506331 1.279173
-1.413022 -2.264669 -1.592973
-1.240415 -3.193637 -2.149668
-1.602571 -1.493652 -2.346931
-0.126316 -1.914775 -0.843148
0.682398 -1.845163 -1.582025
-0.245932 -0.920808 -0.386044
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C
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H
H
C
H
H
C
H
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1
-2.466019 3.361225 0.211049

-1.360362 2.359587 -0.033863
-2.332872 4.195761 -0.477388

-2.426523 3.758416 1.231005
-3.454532 2.927843 0.036112
.142508 1.885943 0.044263

.953909 1.233615 -0.817459
.104968 1.261284 0.949855

.617292 0.296722 -0.857233
.540341 -0.88134 -0.555543
.874891 0.712158 -1.838976

.274448 -1.588878 0.778688
.584058 -0.54769 -0.573127
.447796 -1.60093 -1.376471
.802978 -1.847694 1.093896
.699467 -0.999578 1.599346
.824087 -2.536741 0.784979
.030039 -2.646491 0.051314
.295513 -0.881756 1.229598
.730442 -2.353398 2.064048
.381574 -3.684887 0.034507
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-2.3256 -3.592845 -1.445316

-3.894995 -1.760393 -0.219752
-1.973037 -1.097731 -0.924656

-2.0147 -1.55812 0.791826

-4.431181 -0.393333 0.186739
-4.304728 -2.522357 0.453685
-4.265121 -2.006849 -1.221705
-5.948508 -0.285641 0.139979
-4.002727 0.372252 -0.482529

-4.10104 -0.172261 1.217889

-6.317694 -0.474846 -0.871474

-6.295864 0.705054 0.443424

-6.409446 -1.020349 0.805434

-1.528145 1.201271 0.91465
-0.85319 0.454005 0.7282
-2.466278 0.79054 0.818391

-1.441163 1.926296 -1.035508

-1.411854 1.501252 1.885109
0.047982 2.944604 0.108221
0.111711 3.476634 1.074516
0.108875 3.859513 -0.957018
0.94529 4.330717 -0.928338

.595719 -0.087196 -0.958726

.225224 -2.247793 -0.951398
.809609 -3.209167 -0.558131
.375366 -1.836716 -0.210408
.043518 -3.905695 0.256224

-0.305951 -3.203534 -0.821179

0.026279

-4.229306 -1.014872

-0.103404 -2.642951 -1.744074

0.529 -2.

0.296955

612548 0.306147
-3.119373 1.252581
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.244256 -1.556944 0.455267
.641023 1.417144 0.176479
.527197 1.003593 1.186014
.619969 1.908049 0.162285
.55333 2.467762 -0.044459
.664197 3.261406 0.706193
.69411 2.932223 -1.028121
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conf_05

1

-0.687287 -2.518805 -1.094379
-0.962133 -1.477708 -0.030592
-1.395358 -2.394526 -1.914589
-0.798129 -3.530915 -0.698526
0.315329 -2.402902 -1.513264
-3.497166 -1.661158 -0.242007
-4.396292 -1.7938 0.372909
-3.424124 -2.550036 -0.876693
-3.419806 2.149046 -0.827582
-1.902269 2.25424 -0.671175
-3.88505 3.000373 -0.31794
-3.678629 2.254741 -1.887511
-1.426863 2.295659 0.777924
-1.560806 3.156328 -1.188181
-1.409971 1.424444 -1.200928
0.085134 2.191658 0.953126
-1.904214 1.490545 1.352214
-1.777718 3.225855 1.241485
.882439 3.293901 0.263934
.431817 1.220451 0.56154
.322498 2.197467 2.025762
.418465 4.260488 0.493746
.807578 3.177577 -0.822917
.158634 1.470598 -0.871099
.893069 0.137484 -0.983569
.648125 2.207157 -1.518168
.142022 1.352896 -1.272377
.143172 -1.03015 -0.352484
.881386 0.221089 -0.515096
.073447 -0.096177 -2.038753
.864224 -2.368284 -0.435577
.168042 -1.110771 -0.865924
.9501 -0.800223 0.707738
.092409 -3.500897 0.22601
.84733 -2.270721 0.037341
.054392 -2.612834 -1.486438
.9178 -3.295336 1.289965
.635679 -4.446936 0.173735
.12414 -3.668982 -0.26261
.091107 -1.584766 1.04528
.057848 -0.777538 1.671699
.03737 -1.638302 0.651632
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3.
2.
4.
2.
2.
2

I T NDIINIITINDIINIOINIIT

conf

1

-0
-0
-0
-0
0.

-3.

Q.
-0
-0
-0

NI ITNIITINCOIIIINIINIINCIINOIIONOIIIONONE
1
(O]

WhwphbhpRPwwWNOO

.875334 -0.467627 -0.433719
.114439 -2.428797 1.594378
.29951 -1.634253 0.694319
.402412 -0.786185 1.388421
.145299 -2.833087 1.44311
.970634 -3.069285 1.873496
107153 2.02514 0.548318
664678 1.286018 1.22906
13349 2.169681 0.905493
350538 3.34401 0.68512
860664 4.116089 0.097955
407842 3.671303 1.730163
.031879 0.856455 -0.289431
.754897 0.739637 0.764441
.1219 ©0.951693 -0.283785
.646827 -0.396896 -1.088415
.403633 -0.58502 -1.854844
.720048 -0.219109 -1.647387

06

.197913 -3.108169 0.020725
.516646 -1.65431 0.301205
.921378 -3.510089 -0.689282
.244791 -3.70757 0.932858
790668 -3.214845 -0.431975
036239 -2.043958 0.436528
.869063 -1.953276 1.1452
.862914 -3.116473 0.308915
.582755 1.077339 -1.640004
.181843 1.567728 -1.277082
.2682 1.932278 -1.632222

.58675 0.697726 -2.668196

.144363 2.417938 -0.009709

.767987 2.138892 -2.113804

.510141 0.70344 -1.15924

.756871 2.588821 0.596066

.805861 1.986834 0.751288
3

.561695 3.407168 -0.232851
27106 3.228494 -0.327339
.39666 1.596981 0.921934
.832711 3.180766 1.51619
.162365 4.146305 -0.741889

.463591 2.577686 -1.188798
.811353 1.371509 -0.056959
.811609 0.373201 0.518888
.283365 1.886984 -0.902775
.943362 0.856016 -0.496046
.297673 -0.685223 -0.46677
.394261 -0.117093 1.41496
.673084 0.937106 0.892124
.266527 -1.75759 -0.794611
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.189768 -1.176448 -0.063451
.614863 -0.19562 -1.395587
.750342 -2.777706 -1.814989
.347 -1.287096 -1.175348
.017303 -2.294227 0.138391
.986113 -2.290871 -2.765158
.999246 -3.547371 -2.012942
.656635 -3.278608 -1.464322
.579747 -1.07374 1.158967
.522522 -0.051313 1.202605
.508859 -1.322081 0.802956
-0.519266 -1.070215 -0.620592
0.448167 -1.44061 2.109923
-1.813295 -1.413823 1.080696
-1.966189 -0.325589 1.151437
-1.527446 -1.934735 2.373504
-2.311139 -1.905453 2.927455
.35516 2.409135 0.962969
.763456 1.928478 1.757779
.24083 2.802794 1.47456
.582412 3.584024 0.36837
.23402 4.101005 -0.345467
.374348 4.307051 1.165723
-4.11589 -0.007979 -0.70644
-4.01543 0.328017 0.333194
-5.192225 -0.121094 -0.863242
-3.437647 -1.378949 -0.881185
-4.11144 -2.054542 -1.414046
-2.559961 -1.283886 -1.533207

P OO PRPRNWWNWA_U
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conf_07

.264476 -0.994494 2.342876
.194643 -1.658333 1.355095
.024135 -1.700624 3.140701
.32732 -0.681118 1.875909
.731817 -0.12296 2.807724
.235606 -2.94818 0.223227
-0.428249 -2.853002 1.088808
0.039299 -3.951768 -0.176852
-2.64625 -2.441979 -0.709892
-3.109121 -1.189338 0.030206
-2.469996 -3.248696 0.011666
-3.467949 -2.794156 -1.343725
-3.596621 -0.074784 -0.891172
-2.312552 -0.815645 0.68851
-3.929941 -1.472378 0.700269
-4.413541 1.003854 -0.181816
-4.232222 -0.521412 -1.666325
-2.756048 0.378068 -1.430389
-3.735918 1.772985 0.952621
-5.316356 0.529529 0.222622
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-4.765499 1.726291 -0.928232

-3.391745 1.079769 1.731609
-4.509176 2.38352 1.430206
-0.097889 3.005755 0.113082
1.252639 2.318515 -0.018428
-0.040232 3.77262 0.895211

-0.327287 3.536333 -0.818897

.427683 3.258786 -0.252297
.183154 1.59549 -0.847714
.43635 1.749963 0.907708
.775482 2.552319 -0.375479
.46977 3.974694 0.5757
.246938 3.850217 -1.158017
.950008 1.751431 -1.661129
.931533 1.916314 0.514519
.57888 3.292936 -0.31804
.153189 1.0151 -1.821555
.908557 1.225282 -1.6853
.92457 2.415956 -2.528922
.546139 -0.726223 0.226091
.999315 -1.29561 -0.50205
.166934 0.033814 0.51085
.154245 -1.890894 1.824683
.710366 -0.29445 -0.177312
.675412 -2.954305 0.722845
.765835 -3.720874 1.503065

NNRFPRPRRPWWNMNWRAWPRARWWNNWERRN

.438397 -4.05419 -0.734919
-1.219469 2.029281 0.437558
-1.241854

-2.585846 2.695847 0.544718

.614663 -3.208416 -0.315495

242866 -0.326805

Q.
-0

I T NI INDIINCIINIOINIIIIZITIIIINIINIINIINCNIIIT

-0.

1.

-0.996261 1.52875 1.391559
2.
3.

.829345 182093 -0.409096
.504398 3.505702 1.279551

.412776 -2.264878 -1.592732
.239995 -3.193898 -2.14929
.60244 -1.494001 -2.346808
126157 -1.91467 -0.842914
682533 -1.844847 -1.581799

.246023 -0.920764 -0.385725

conf 08

N ITITNDITITITONRK

1

-0.78512 1.163014 2.016159

-1.385007 2.052962 0.953363
-0.502961 1.770445 2.878849
0.110035 0.646453 1.660274

-1.504647 0.416926 2.361892
0.950332 2.874301 0.158628

1.445907 2.583501 1.090793

1.436701 3.811148 -0.143551
3.648459 1.481183 -0.268442

Page 28 of 272



Page 29 of 272

.405169 0.187433 0.504349
.669048 2.323264 0.433433
.65086 1.444601 -0.709353
.509389 -1.076794 -0.343213
.430528 0.223485 1.011731
.145538 0.126223 1.310591
.552137 -2.357753 0.485894
.429392 -1.015843 -0.937477
.690234 -1.126494 -1.072611
.253445 -2.75313 1.188985
.344593 -2.251913 1.23676
.859163 -3.191594 -0.156204
.87219 -1.915915 1.789031
.49796 -3.536482 1.912735
.003856 -2.919349 -1.009135
.209183 -2.042778 -1.330763
.359231 -3.846476 -0.542002
.522313 -3.222908 -1.945326
-3.09502 -1.731793 -0.129726
-2.820539 -2.538918 -2.092788
-1.869272 -1.109366 -1.810643
-4.337951 -0.913485 -0.471596
-2.513526 -1.228406 0.658984
-3.41113 -2.672837 0.335246
-5.095757 -0.42481 0.754744
.999108 -1.520784 -1.098326
-4.076211 -0.060253 -1.120975
-5.408527 -1.265242 1.380178
-5.991391 0.136703 0.48
-4.478268 0.227015 1.387512
-1.7707 1.256388 -0.264789
-1.951359 1.935787 -1.017101
-2.598519 0.675006 -0.113256
-2.325707 2.488534 1.30102
-1.009279 0.643166 -0.565957
-0.501591 3.210199 0.475095
-0.5182 3.951202 1.284413
-1.207533 3.711517 -0.654387
-0.781376 4.499903 -0.999606
0.04709 -2.28592 -0.103186
0.482246 -1.40608 -0.602939
-0.413927 -1.928606 0.82776
.151219 -3.275775 0.257429
.605322 -3.655033 -0.666857
.667093 -4.142025 0.722231
.646584 1.7666 -1.385098
.902205 2.72025 -1.861674
.734185 1.005526 -2.167221
.192137 1.823401 -0.922184
.557331 2.03003 -1.792649
.925276 0.82412 -0.54613

o NP WADNMNMNNMNDPPWDANMNWDD WW
ORrNER

I TrnoIrrOIrTIr N IrTIrT NI oI NIITITITZI I IIIOIINIINIINNDIIIIONOIIONOIIOIION
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A
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conf_09



NITITNIOINIIIIZIIIITINCIINCIINCIIONCODIIIINIINIINIINOIINIIINNIE

-1.898206
-1.544462
-2.838364
-2.027355
-1.136615
-3.279007
-3.805205
-4.069003
-3.883912
-3.029025
-4.743718
-4.307567
-1.821721
-2.700881
-3.658433
-0.939536
-2.17797
-1.214025
-0.229386
-1.548599
-0.183894
-0.965841
.316073
.493723
.763678
.030081
.784721
.743619
.249349
.505091
.020261
.254902
.003524
.991651
.508356
.760248
.294105
.898122
. 540645
-0.272731
-0.198226
0.558236
-1.317654
-0.303766
-2.615658
-3.389936
-1.934312
-2.537796
1.491847
0.75155 0
2.020509
0.754917

AONNUVOOOOTUDR_ROWRAPRPNMNNWNOG

-1.333754 2.238954
-2.395814 1.226072
-1.600393 2.726778
-0.353025 1.773793
-1.253416 3.018023
-1.486155 -0.491931
-0.916142 0.281306
-1.875182 -1.147371
.504988 -1.207333
.167694 -0.128861
.018467 -0.731846
.277979 -1.857831
.930871 -0.662028
.409304 0.595206
.855594 0.447241
.537171 0.42757
3.734678 -1.316669
2.282253 -1.304826
2.528831 1.329986
4.200508 1.052616
4.176754 -0.04342
1.919577 1.871394
3.079193 2.105224
-0.254225 0.842373
0.445907 0.371186
-0.726275 -0.040655
-1.068406 1.521968
-0.493967 -0.316392
0.914274 1.236352
1.261963 -0.313782
0.196924 -0.777443
-0.962001 -1.182689
-1.314191 0.366754
-0.750942 -1.464354
0.663147 0.087119
1.017009 -1.458199
-1.561801 -0.794066
-0.231002 -1.783759
-1.205628 -2.352324
-2.046209 0.494974
-2.694429 -0.301551
-2.116393 1.083584
-3.343203 1.722505
-1.092523 0.124017
-2.689436 0.169067
-3.265209 0.692363
-3.524806 -0.75893
-3.854944 -1.429168
0.66606 1.539572
.078162 2.103853
1.246147 2.305042
1.618517 0.605358

WNENMNMNNNEDNDR
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0.231701 1.039486 -0.173673
1.477685 2.234186 0.057902

-3

H
H
C
H -3.
H
C
H
H

.137354 0.49946 -2.086513
849323 0.012178 -2.76268
.428594 1.028512 -2.731072
.373337 -0.571606 -1.31067
.783192 -1.170085 -2.014309
.663878 -0.046346 -0.654202

3-Keto-1-deoxySA

conf

1

Q.
-0
-0
Q.
1.

-2.

00

358184 -2.911412 -0.047428
.423563 -1.614182 0.086058
.228639 -3.639209 -0.610374
575394 -3.34175 0.934495
295475 -2.752142 -0.584219
849622 -2.548613 0.139049
.1905 -1.795177 0.183547
.968003 -3.513647 0.64701
.565959 -2.757566 -0.897887
.244511 -0.58845 -0.74788
.393436 -1.497224 1.217449
.970578 -2.507716 -0.09644
.347576 0.560646 -0.313947
.279211 -0.234596 -0.806979
.977263 -0.903927 -1.765653

-3.186614 1.669032 -1.344514
-2.347971 0.167671 -0.090636
-3.712612 0.974 0.635379
-2.326323 2.831149 -0.852227
.172424 2.04651 -1.637008
-2.742237 1.246573 -2.256243
-0.973674 2.402088 -0.292089
-2.865299 3.387291 -0.075743
-2.165416 3.535178 -1.675896
-0.028441 3.553694 0.026791
-0.500532 1.712695 -1.010581
-1.153109 1.848025 0.64475

1.
-0

I TrToo I ITONOIIONOIITINIITINIINIIONOIINOIINOIINIINNONOIIION:R
1
I

WINPRPNMNMNWRONO®

.278053 4.
.174264 2.
.864656 2.603556 1.734754
.741436 4.
.266148 1.
.637542 2.
.63547 1.420725 -0.461257
.244225 0.718061 0.235583
.809684 1.113216 1.798636
.820484 2.474707 1.401547

199715 3.119072 ©.820508
.577779 4.304755 0.605013
047684 -0.902897
227469 0.056933

002727 1.173895
6459 0.948132
807001 -0.750754
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C 3.65195 -0.619802 -0.191491
H 5.098767 ©.522755 0.892392

H 4.650749 1.226395 -0.647219
C 4.653127 -1.531544 -0.891145
H 2.797642 -0.458671 -0.867927
H 3.279527 -1.146646 0.707422
C 4.067278 -2.869156 -1.313867
H 5.50727 -1.695585 -0.224709
H 5.04874 -1.007805 -1.768692
H 3.695892 -3.433521 -0.451103
H 4.815374 -3.492633 -1.808534
H 3.240507 -2.736537 -2.021448
N ©.33552 -0.620116 0.904485

H 0.106993 0.343677 0.63381

H 1.351558 -0.736465 0.839798
H -0.623437 -1.171217 -0.892037
H -0.006277 -0.751757 1.876029
C -1.736367 -1.848374 0.851826
0 -1.774484 -1.508516 2.013427
conf_01

o -

.230401 -2.359027 -1.430615
-0.260454 -1.464126 -0.306219
-0.620616 -2.74562 -1.992763
0.798766 -3.210384 -1.045635
0.857956 -1.799066 -2.127784
-2.404451 -2.842725 0.256729
-3.259111 -1.907053 -0.604495
-2.94209 -3.175409 1.147356
-2.130935 -3.742229 -0.310605
-3.621311 -0.618009 0.123554
-4.16079 -2.44453 -0.910513
-2.73162 -1.667075 -1.537042
-4.182408 0.459939 -0.794768
.724391 -0.2259 0.622705
.325236 -0.83376 0.936035
-4.300526 1.835931 -0.136117
-5.165342 0.152775 -1.167925
-3.543372 0.534973 -1.684381
-3.028686 2.313979 0.566375
.115072 1.822272 ©.596523
.595413 2.562291 -0.901502
.774043 2.297822 -0.30124
.853639 1.700705 1.459698
.191302 3.329242 0.943643
.492235 2.449938 0.505473
.83267 3.088645 -1.058686
-1.724369 1.35895 -0.871061

C 0.778846 2.397273 -0.333419

H -0.467809 1.671704 1.287459

H -0.512581 3.395622 1.059765

1o
BN
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.058713
.751665
.795198
.340208
.071815
.034058
.752686

.905819
.500904
.643551
.261453
.387476
.292249
.873061

POOWPAWUILTWUIWPANPPPWPANWNNWOON

ONIIIIZITIIIIINIINIIONCIINIINIITON

-0.753087

conf_02

=

.206445
.370671
.166072
.840144
.514827
.795457
.602701
.167312
.945561
.219269
.502188
.651831
.034246
.080064
.014744
.422241
.264767
.357059
.253495
.202597
.093403

I T NI ITOIIONODIIONOIIONOOIIIONONIER
TP T rr rr rr *r °r rr *r *r °r *r *r *r *r r °r *r °r 1
NWERWNMNMNPUVTWUUDRDWPEAPWOONRR

O WRNRERWN

%]

P NWNONORER

.536129 0.486915

.199108 -1.080318
.475822 -0.943938
.417821 -0.33669
.807782 1.313584
.511661 0.983515

.99088 -0.698281
.16682 2.882404 0.211648

.220553 3.005933 -1.253601
.323595 0.201604 0.479241

.52064 1.034548 -1.478812
.908086 0.462162 -1.166998
.924926 -1.150684 0.103525
.569239 0.063036 1.26986

.104991 0.813147 0.943814
-2.
-1.
-1.
-2.
-3.
-1.
-0.
.932307 0.122977 0.422653
.781284 -1.285474 0.214075
-0.831733 -0.623507 -0.707835
0.663998 -1.185199 1.470865
-1.138763 -2.200111 0.726325

202347 -0.312362
536005 0.950435
004611 -0.710652
481218 ©.535154
12929 -0.63274
866466 -1.157837
896543 0.487483

2.213453 1.874483

2.822051 -1.237848
1.500513 -0.503248

3.14454 -1.643074

3.605985 -0.569592
2.717095 -2.076828

1.801582 0.407258
0.496724 0.577609
2.547788 1.114708

2.180214 -0.607914

.609559 -0.402532
0.146399 1.610086
0.771291 0.441892
.460664 0.046861
.26695 -0.558871
.168307 -1.389058
.284465 -1.078153
.828071 0.507578
.125621 0.856923
.162871 -0.646867
.913049 -1.521344
.614553 -1.888295
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-0.037796 2.391518 -0.145004
-1.58457 3.852738 0.138867
-0.945056 3.789541 -1.490756
1.148068 3.285558 0.199447
0.261906 1.676145 -0.93162
-0.309163 1.822794 0.758886
.311948 2.55902 0.863954
.795258 4.078619 0.868325
.495474 3.788163 -0.711539
.000189 1.520606 -0.012628
.961443 2.081721 1.790465
.057159 3.298254 1.177601
.170793 0.840906 0.684964
.347652 1.995384 -0.939935
.275415 0.756824 -0.332236
.91809 -0.174093 -0.17725
.814262 0.362847 1.606743
.879429 1.609644 1.012808
.055095 -1.294475 -0.752491
.724768 -0.615834 0.418977
.407466 0.349255 -1.006641
.29053 -2.09673 0.292782
.695026 -1.97735 -1.322996
.346422 -0.880904 -1.484385
.494617 -3.244201 -0.31593
.633237 -1.425332 0.865999
.989289 -2.498108 1.035075
.85241 -2.906729 -1.144273
.877232 -3.766331 0.42256
.160891 -3.988083 -0.760483
-0.077159 -1.057572 0.104815
0.107241 -0.059096 -0.046356
0.730098 -1.599616 -0.214655
-1.720344 -0.718778 -1.181852
-0.218871 -1.209625 1.129684
-2.34072 -1.621708 0.686444
-1.86639 -1.574363 1.800952
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conf_03
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1

0.629612 -2.796158 -0.599196
-0.190433 -1.644054 -0.040994
0.211393 -3.114044 -1.555799
0.615357 -3.655384 0.077604
1.662864 -2.488483 -0.77505
-2.53556 -2.28127 -0.968956
-3.954566 -1.736046 -0.762366
-2.582664 -3.368765 -1.116775
-2.076342 -1.858195 -1.869357
-4.051747 -0.222715 -0.920443
-4.304894 -2.043767 0.227931
-4.609185 -2.219427 -1.491951
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-0
-0

RProOoOOWARANUVUVIWAUDNMNMNMNPEPPWWENMNWEREREN

-0
-0
-1
-1

.220492 0.571725 0.076203
.103183 0.066996 -0.817844
.761186 0.057026 -1.941945
.328822 2.079771 -0.103227
.161071 0.291602 -0.031887
.505028 0.293935 1.099828
.584004 2.88276 0.96257
.385814 2.36707 -0.081197
.969071 2.350597 -1.103407
.110675 2.520826 1.135855
.090023 2.754585 1.926481
.660133 3.948877 0.721152
.264288 2.654759 -0.122779
.043247 1.486914 1.51825
.681543 3.145254 1.927594
180008 2.226306 0.085018

.29166 3.695533 -0.467407
.699735 2.062412 -0.938736

.063345 2.332808 -1.153509
.192472 1.179845 0.432542
.627642 2.804581 0.902653
.373336 1.559478 -1.013363
.268603 3.389851 -1.350511
.51612 1.962459 -2.031156
.183582 0.0548 -1.178372
.817005 1.784501 -0.035493
.096631 1.905545 -1.759072
.397697 -0.799212 -0.825107
.892712 -0.149881 -2.215999
.327448 -0.266218 -0.56723
.852683 -0.713731 0.630903
.234467 -0.51843 -1.474194
.176982 -1.848275 -1.064981
.759668 -1.031145 1.644855
.255093 0.281726 0.844988
.685549 -1.408304 0.776533
.995384 -0.242907 1.650641
.157615 -1.093249 2.660295
.29763 -2.005183 1.420623
.321267 -1.225533 1.300755
.181321 -0.221919 1.451843
.315765 -1.429425 1.438289

.151661 -0.77759 -0.704677
.280681 -1.731372 1.983093
.643572 -2.076289 0.212128
.969303 -2.28818 1.359216

conf_04

1
C
C
H

1
Q.
Q.

-0

362575 0.907474 1.745615
586465 1.734027 0.493887
.579339 0.362939 1.664688
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H 0.316923 1.537547 2.639206

H 1.155086 0.164946 1.864293
-1.879435 2.508668 0.203167
-2.162159 1.576613 -0.986382
-2.44822 3.436662 0.115985

-2.178097 2.015565 1.135948
-3.644107 243059 -1.127385
-1.593608 0.645188 -0.877649

-4.252719 510166 0.067408
-3.762947 0.636746 -2.031059
-4.205623 166166 -1.309464
-3.516191 -0.759409 0.490138
-5.286967 0.253473 -0.186924
-4.326436 1.188709 0.926437
-3.347352 -1.784308 -0.624904
-4.062473 -1.21861 1.32251
-2.529806 -0.500572 0.901644
-2.795211 -3.128727 -0.156349
-2.701191 -1.379097 -1.41387
-4.320781 -1.953164 -1.101017
-1.450147 -3.068938 0.564075
-2.70382 -3.791349 -1.025047
-3.526504 -3.602084 0.509251
-0.329675 -2.41114 -0.231997
-1.148168 -4.091859 0.817583
-1.560877 -2.550258 1.525652
1.030281 -2.54859 0.438805
-0.557141 -1.344622 -0.381291
-0.28567 -2.846542 -1.238793
.143823 -1.780535 -0.259368
.301575 -3.610097 0.486466
.95765 -2.21984 1.485383
.496718 -1.938193 0.423017
.864417 -0.7179 -0.301106
.218126 -2.107102 -1.304764
.681 -1.257005 -0.258695
.716045 -3.009043 0.50311
.425725 -1.576898 1.459508
.645048 0.275015 -0.28653
.785559 -1.634713 -1.283589
.588926 -1.568805 0.266422
.951558 0.883233 -1.503533
.669891 0.657882 -0.265059
.18871 0.627642 0.652756
.438103 0.555808 -2.426151
.023268 1.980615 -1.51499
.902424 0.578577 -1.601238
.913975 2.426375 0.516677
.671135 3.42884 0.321109
.56534 2.066281 -0.188451
.569256 1.092177 -0.391133
.364173 2.365449 1.429473
-0.439437 2.867741 0.289937

2.
1.
Q.
-1.810602 2.056315 -1.906419
Q.
Q.
2.

N I IIIZIIIIIONDIINIINIINIINIINIINIINIINIINIINIINIINIINN
NONRFPFRFRPRNMNMAPMNPUVWURDNWWRANRWORN
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0 -0.002262 3.993185 0.177303

conf_05

I T NHDITITNIITONIINIINIINIINIINIINCIINIINIINIINIINOIIINNIER

aOhrhpuUvuuvuviwpuiwnNnNnNwWERRWOOR

1

0.633617 -2.620289 -1.091864
-0.121665 -1.541474 -0.333378
-0.005028 -3.04748 -1.866095
0.944005 -3.430227 -0.425237
1.516257 -2.20429 -1.583303
-2.478463 -2.618018 -0.50728

-3.890788
-2.391107
-2.292683
-4.254344
-3.983136
-4.592613
-3.517772
-5.331037
-4.082228
-3.749253
-2.436492
-3.819024
-3.245555
-4.822106
-3.283371
-1.807242

0

NFRPRPNMNMNOOR

2.188104 -0.089564
3.710609 -0.427577
2.363834 -1.556367
0.783801 -0.559946
2.273388 0.997862
2.906033 -0.521529
.344266 0.149777
0.63817 -0.421758
0.712201 -1.642832
.703628 -0.499422
.143135 0.160154
.368367 1.204868
.889919 0.32194
.836308 -0.679362
.706095 -1.493432
.771529 0.818258

-3.89723 3.021964 1.193197
-3.351459 3.802892 -0.274999
-0.766976 2.543901 -0.270763
-1.741986 1.952171 1.548264
-1.549277 3.679596 1.37518
0.643511 2.417746 0.290764
-0.800309 3.359672 -1.002488
-1.016321 1.634869 -0.837826

.287805
.994271
.860185
.475505
.290723
.238029
.493076
.110978
.837322
.930715
.387103
.589138
.098107

.677237 1.889957 -0.697122
.610834 1.777401 1.194226
.976303 3.384169 0.686015
.021861 1.566208 -0.058828
.81295 2.616069 -1.50615
0.989009 -1.20181
0.873597 -1.004324
0.938063 0.831105
2.
0
1
0

48496 0.331431

.412769 -0.34058
.55291 -1.828457
.016474 -1.476772

-0.570957 0.815626
1.28913 0.025752

-0.045493 -1.103377
-1.853906 0.430148
-0.083205 1.647706
-0.832196 1.209381
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3.401223 -1.646676 -0.010938
4.251577 -2.517846 1.288618
4.938329 -2.410071 -0.334271
0.708189 -0.972629 0.773621
0.741086 0.052325 0.754033
1.670475 -1.319254 0.769622
-0.402574 -0.723357 -1.001538
0.210459 -1.279779 1.641838
-1.387309 -2.078162 0.356369
-1.410291 -2.075739 1.567831

conf_06

I T ONHDIITINCIITNDIINIINIINIINIINIINIINIINOIIIONNIEE

1

-0.445069 -2.955716 1.239094
0.079008 -1.708279 0.547197
0.338138 -3.393429 1.859684
-0.761262 -3.709381 0.512007
-1.287278 -2.713217 1.891503
.519177 -2.556272 0.191851
.788423 -2.094197 -0.531042
.418819 -3.64793 0.103049
.563057 -2.339646 1.265414
.278447 -0.72362 -0.073205
.591576 -2.091767 -1.607431
.572083 -2.835666 -0.356942
.240284 0.384154 -0.180341
.158807 -0.45679 -0.667961
.625296 -0.789043 0.966426

PROWNRDARANNMNWRANUWPA,WEANNWN

.777828 1.75643 0.204212
.397115 0.143314 0.483935
.835519 0.419447 -1.200672
.743795 2.880951 0.180001
.602415 2.012805 -0.470798
.215734 1.699945 1.209566
.584015 2.686406 1.165972
.353694 2.999408 -0.839319
.259915 3.818033 0.40783
.331493 2.045853 0.562121
.291464 3.650652 1.595342
.936005 2.084256 2.012847

-0.516621 3.007638 -0.263971
-0.276805 1.627878 1.376712
0.641062 1.212536 -0.087402
-1.686167 2.337332 -0.978608
0.119878 3.49813 -1.008057
-0.89226 3.805267 0.388268

-2.756143 1.769361 -0.049768
-1.297716 1.546511 -1.642432
-2.162455 3.054928 -1.655024
-3.868449 1.02682 -0.782474
-3.193127 2.589635 0.53223

-2.307639 1.116615 0.716114
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-4.859071 0.325652 0.146186
-3.434639 0.303972 -1.490298
-4.406946 1.742102 -1.41274
-4.313792 -0.929443 0.828425
-5.756925 0.051706 -0.418824
-5.189004 1.037717 ©.910727
-4.161014 -2.117992 -0.11637
.986531 -1.220356 1.640619
-3.360855 -0.69672 1.327704
-5.138579 -2.459379 -0.46702
-3.684781 -2.976791 0.369328
-3.603272 -1.872716 -1.031646
-0.961219 -1.093468 -0.331506
-1.086156 -0.092246 -0.155026
-1.876577 -1.546054 -0.261996
H ©0.390267 -0.958971 1.279292
H -0.572111 -1.21174 -1.296034
C 1.260707 -2.004474 -0.394058
0 1.08894 -1.816545 -1.578722

I I Z I I T ITIOIIONOIITON
1
A

conf_07

o -

.555455 -3.007082 -0.950838
-0.077362 -1.738279 -0.401423
-0.166224 -3.544152 -1.568242
0.871976 -3.673392 -0.143179
1.418438 -2.771775 -1.578545
-2.507173 -2.636955 -0.110951
-3.811446 -2.150022 0.530951
-2.40612 -3.721297 0.040046
-2.504513 -2.474103 -1.194703
-4.296623 -0.813658 -0.022004
-3.660631 -2.087292 1.613022
-4.579737 -2.909244 0.365174
-3.28336 0.318436 0.073955
.208503 -0.530713 0.515116
.592224 -0.939706 -1.071809

.832163 1.655421 -0.409388
.405379 0.059969 -0.536705
.929303 0.416272 1.109217
.833092 2.811485 -0.397948
.695849 1.923624 0.209799
.218271 1.533013 -1.429974

.61719 2.59792 -1.308955
.500779 3.001492 0.631102
.363711 3.71662 -0.707124
.388411 2.023372 -0.598821
.323049 3.545661 -1.772412
-1.90658 1.942632 -2.139698
C 0.408928 3.054599 0.193657

H 0.263868 1.548986 -1.345741
H -0.731493 1.242104 0.098415
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C
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1.529928 2.446979 1.031932
-0.272289 3.601494 0.854159
.823604 3.796993 -0.498685
.664001 1.819711 0.223999
.097398 1.701061 1.72054
.954278 3.212611 1.689869
.67494 1.069461 1.085911
.181821 2.607397 -0.335703
.265242 1.155635 -0.556998
.716563 0.281425 0.296616
.14976 ©.387399 1.774634
.179418 1.78981 1.738271
.172174 -0.966547 -0.391891
.526259 -0.022573 0.968628
.176452 0.933195 -0.456265
.228127 -1.738298 -1.170072
.3615 -0.688386 -1.082713
.751448 -1.635425 0.380818
.657032 -1.116183 -1.960343
.815623 -2.635722 -1.638599
.044603 -2.049882 -0.513167
.879272 -0.995813 0.471308
.794933 0.018654 0.348243
.860291 -1.249418 0.320738
-0.386709 -1.072959 -1.21086
0.57214 -1.213621 1.442645
-1.28145 -2.044515 0.505685
-1.150087 -1.841101 1.692422

POOOPUVTWWULIVTURADNWRANWWRERERERNOG

4E-1-DeoxySO

conf_00

I T ONODIITNDIITOINODINOIITIITOONHEKE

1

0.346698 -1.684378 1.434611
0.096048 -2.047401 -0.009832
0.300165 -2.586753 2.048321
-0.401338 -0.980842 1.809162
1.339863 -1.249743 1.567935
-2.413893 -1.991012 0.277619
-3.229684 -1.199783 -0.420657
-2.595986 -2.142998 1.339962
-4.448457 -0.524014 0.116975
-3.053439 -1.07348 -1.490936
-4.530853 0.989471 -0.135219
-4.553323 -0.735205 1.187014
-5.307344 -0.99982 -0.3734
-3.919852 1.859079 0.962072
-5.586687 1.261988 -0.219654
-4.090218 1.227954 -1.111322
-2.412833 1.743983 1.171001
-4.425022 1.627913 1.907208
-4.159681 2.906736 0.744586
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NNMNMNNOOO

.582822
.151844
.133942
.093254
.951459
.748181

.274647
.050168
.803762
.302281
.594674
.290411
.885414
.505638
.818249
.218207
.951659
.833945
.218987
.729045
.185851
.238154
.797081
.645625
.096765
-0.139624 -1.11129 -1.828343
0.996731 -0.326615 -0.861978
0.897283 -2.678153 -0.404011
-0.630803 -0.164862 -0.561507
-1.242093 -2.74089 -0.292559
-1.18498 -3.735197 0.169568

-1.265105 -2.845353 -1.704657
-2.064307 -3.298205 -1.98746
.743668
.480209
.459469
.252249
.508918
.762446

conf_01

OO WERWWNER

Q.

NITNONONODIITITNONRKR

.889159
.196899
.035772
.850707
.555579
.855753
.069931

423066

.158778 -0.036759
.71918 1.468322
.378673 2.020016
.288131 0.260977
.117712 -0.421672
.45435 -0.870124
1.369755 0.74362
3.065661 1.019975
1.162173 -0.630969
1.092308 -0.366065
0
0

P WNDNMNODN

.626558 -1.57459
.632453 0.186911
-0.314909 -0.472171

1.514829 0.624635
1.742643 -1.080903
-1.366058 0.41308
-0.270524 -0.223702
-0.646071 -1.516962
-1.023573 1.896448
-2.322583 0.261301
-1.535879 0.070929
-0.851136 2.254766
-1.835177 2.496089
-0.115566 2.112737
-0.819249 -0.873458

.633637 -0.967326
.96769 -1.805463
.635181 -1.306667
.578352 -0.741408
.139768 0.165259
.085272 -1.56706

wwNhwWwWeEkLEN

-1.102735 1.727107
-1.477501 0.298437
-1.976967 2.36507
-0.781842 1.841364
-0.316208 2.089674
-2.38254 -0.153716
-3.156498 0.596603
-1.570748 -0.738954

-1.404675 -3.023271 0.770354

H ©.535787 -3.975956 1.146401
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conf

-0.

.091756
.601698
.855736
.583218
.945202
.617525
.339955
.719614
.030423

-2.

.966459 -0.077901

.837109 1.836269
.006256 0.57868
.861593 0.218781

.198645 -1.141383

.992261 0.094401

.946273 -0.742493

.520203 1.252182
861681 0.173847

.772679 0.465418 -0.868098

.386846 -0.890033 -0.422583
.351574 -1.409974 -1.736498

.751453 1.25098 0.437386
.36493 1.019636 -1.606286
.760815 0.408752 -1.288333
.18196 0.702149 1.197594
.773105 1.313787 0.830543

.316374
.601816
.293543
.756867
.287511
.719579
.759152
.068459
.792076
.844238
.763599
.463649
.030857
.061198
.757382
.241999
.131118
.328614
.615062
.742074
.207458

.195182
.831712
.271207
.751196
.496058
.670569

o2

R NWNMNPANWWWERRW

0.
-1
Q.

-3.
2.

N W N W W

741074 2.106477 ©.74532
0.664263 1.987004 0.162138
-1.083625 1.103553 1.023901
-0.694527 2.679127 1.680211
.306708 -0.236125
.344413 -0.736553
.476251 0.906353
.16439 -0.722312
.99333 0.619359
.774917 -1.024013
.841741 0.381897
.09384 -1.207889
.408273 -1.52299
.678919 1.079795
.661518 -0.016457
.978784 0.992327
-0.295272 -0.621026
-0.660814 -1.582949

409769 -0.48625
.77702 0.182254
178408 -0.473772

.599747 -0.281347
.516862 0.248259
.652869 -1.645045

295072 -2.120375
667123 0.297085

.231294 -0.394471
.179659 1.263751

.751368 -0.197269
.806589 -0.340977
.286995 -1.189042

11
C ©.957311 1.077825 2.55985
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1.506215 0.927676 1.158347
-0.130665 1.137959 2.513216
1.334369 1.980985 3.045359
1.20037 0.2058 3.173948
-0.087899 2.605628 0.146558
-0.742733 2.614029 -1.01524
-0.569076 2.951641 1.059144
-2.16824 2.989026 -1.226596
-0.214148 2.266914 -1.905888
-2.99507 1.753993 -1.617006
-2.220855 3.731004 -2.031337
-2.582802 3.454237 -0.326174
-3.253793 0.814425 -0.44198
-2.465574 1.213527 -2.412728
-3.94355 2.078172 -2.055262
-3.468883 -0.629906 -0.875507
-4.120972 1.169919 0.128318
-2.402593 0.859487 0.248459
-3.854664 -1.582412 0.253363
-2.550879 -0.984641 -1.364882
-4.246015 -0.666462 -1.64807
-2.920061 -1.561908 1.463766
-3.915273 -2.59915 -0.150548
-4.866447 -1.340357 0.598813
-3.232522 -2.346901 2.162293
-3.048749 -0.616316 2.004085
.425655 -3.213393 0.247831
.997819 -2.298866 -0.832245
.662257 -4.252819 -0.003508
.937032 -3.014086 1.201469
.512933 -2.16338 -0.764466
.542063 -1.301572 -0.759939
.707194 -2.671374 -1.821585
.085158 -1.12089 -1.716611
.983337 -3.133416 -0.964015
.803519 -1.925638 0.27339
.594432 -0.950598 -1.601996
.5732 -0.156315 -1.55919
.831083 -1.394391 -2.746168
.916276 -0.68604 -0.583503
.971401 -0.179164 -2.277604
.110319 -1.88367 -1.842925

NNRPRPRWRPRWWWURNMBPBNNMNANMNNWOONOOOO®

.004153 0.720658 1.23773
.379293 0.347897 0.359852
.262747 0.083116 1.990764
.095093 0.042514 0.671219
.421456 1.647838 1.40341
.326951 2.150022 0.251146
.678618 1.879913 -0.756512
.204539 3.122557 0.817508
.056439 3.976763 0.403054

-1.438581 -1.739703 1.14374
-1.108931 -0.899131 0.518594
-0.869485 -1.66803 2.081609
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C -1.077146 -3
H -1.597661 -3
H -1.441679 -3

conf_03

1

1.972864 -2.
0.996319 -1.
2.560215 -3.
1.45167 -2.7
2.660883 -1.

-0.952414 -2.
-2.272539 -2.
-0.514072 -1.
-3.285994 -1.
-2.674163 -2.
-4.359491 -o.
-3.792669 -2.
-2.790383 -1.

-3.945166 0.
-4.716041 -1
-5.22112 -0.
-2.792738 0.
-4.816709 1.
-3.690407 1.
-2.596167 2.
-1.876107 0.
-2.962705 0.
.072445 3.
-1.919371 2.
-3.554981 2.

-2.138129 4.
-2.733607 3.
.852476 3.0
.276653 1.5
.539105 3.5
.980755 3.5
.651095 1.3
.535906 1.0
.29965 1.14

.064404 -0.
.396788 1.9
.657278 1.8
.445568 -0.
.325036 -0.
.044812 -0.
.488899 0.1
.714544 -1.
.210704 0.2
.19597 -0.6

-0.659507 -0
H ©.744558 0.1

IZIIIITITONODIINIINIINCOIIIINIINDIINIINIINOINOINOIIINNER
O oOOuVTUPP,WUITWPADPDNRERPRWENNER l\l)

.055985 0.464262
.142575 -0.497112
.884209 1.08247

313133 1.906913
823118 0.864067
126228 1.480459
03744 2.787949
523013 2.219289
312103 -0.624015
258875 -0.429017
939328 -1.551009
730732 -1.389125
673818 0.499127
830584 -0.764507
605216 -1.819189
223138 -2.224274
61293 -0.493185
.291334 0.166239
816172 -1.438172
777793 0.493882
151378 -0.102807
099076 -1.44206
204159 1.002791
441306 -0.012099
107096 1.348766
182483 -0.047974
198608 1.866712
568057 1.388443
199641 0.354378
166267 -0.920882
31363 0.09961
71869 -0.00317
46263 0.780033
09345 -0.879115
60862 -0.623169
08656 -0.591814
5591 1.01822

1017 -0.714996
16637 -0.041654
03652 -1.62656
294491 -1.322965
649802 -1.316133
548428 0.288946
15067 -2.336403
352025 -1.380009
12794 -0.728009
72769 1.41308
.531913 0.851904
94145 1.381117
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conf_o4

1

0.825137
0.789438
0.952185
-0.09892
1.666206

-1.651786 -2.68715

-1
-2
-2
-1
-1

1.526641 -1.42365 -0.004548
-0.087227 -0.844736 2.379178
0.009164 -2.88786 0.369774
-0.552753 -3.276444 1.237441
0.838929 -3.882555 -0.178057
0.292046 -4.556154 -0.590866
-0.634821 2.930639 -0.499838
-0.529599 1.900173 -0.868095
-0.424623 3.565345 -1.368092
0.41371 3.231892 0.568438
0.236707 2.627478 1.472347
0.281899 4.270031 0.893057

.725054 1.891461
.119878 ©.433555
.618052 2.507453

.060712 2.100778

1

0

2
.229339 2.200513

2

0.488051

-2.603837 -2.218594 -0.31895
-1.840624 -2.740044 1.558746
-3.921083 -1.693858 0.148069
-2.422903 -2.189483 -1.39498
-4.17794 -0.258955 -0.327577
-3.961982 -1.7382 1.241739

-4.723352 -2.340988 -0.225774

-3.032127 0.696657 -0.022616
-5.095824 0.103775 0.146626
-4.37135 -0.254824 -1.407033

-3.360782
-2.170863
.710226
-2.121373
-4.026638
-3.927336
-1.297907
-2.412733
-1.494596
-1.289333
-1.783994
.385209
.161153
.953937
.290138
.639479
.033956
.536888
.214152

I T OHDITITINIITNCNONDIIIINIITNIINIINIIONOINOINOHOIIINNER
1
N

ANDBANPWNNDWDN

2.

0
(7]
3
2
2
3
4
2
2
3

RPNOWWENDN

-0

161918 -0.291042
.422858 -0.655901
.559927 1.018174
.04329 -0.403548
.536356 0.495857
.230596 -1.227025
.169899 0.878911
.045686 -0.734573
.640046 -1.21146
.217644 1.426736
.888656 1.546386

.817012 -0.392483
.641988 -0.982727
.259074 0.434602

.601735 -1.150593
.618729 0.043514

.011387 -1.530903
.149357 -1.747288

.649727 -0.574731

.829451 0.352697 0.742668
.39684 1.085595 0.684388
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.724332
.028099
.457979
.528066
.118427

RPROOWUVIUIWU N

-0.75002
.147946
.167416
.605336
.990177
.456798
.055692

I TN ITITINIOINIIIIZIITIIIITN

P OOOOO®

conf_05

1
0.078831
0.298174

3
4
3.
2
1
1

1.645591 0.455958
0.376058 -1.255209
1.127763 -1.217211
1.209936 1.056036
2.548248 -0.017063

.934804 -1.951368 1.152747
.52412 -0.917526 -0.428547
.461814 -1.236515 -1.401725
.24895 -0.200281 -0.338137
.757474 -2.504744 0.103108
-0.38339 -0.502175 -0.183221
-0.289155 -3.142011 0.05066
-0.024782 -4.08288 0.551607
-0.148328 -3.259627 -1.351729

3.928386 -1.68984
.588752 0.617761
.41799 -0.100291
968496 1.537554
.435247 0.084777
.972789 -0.761048
.678985 0.882967

1.216702 2.296757
1.812154 0.926753

-0.033677 -2.018805 3.029422
-0.822731 -0.599141 2.328164
0.93234 -0.607746 2.604451
-2.176828 -2.105721 0.49044
-2.82387 -1.572756 -0.546995
-2.653459 -2.12183 1.468908

-4.213767
-2.345556
-4.376665
-4.614619
-4.826959
.231655
-5.377074
-3.682774
-2.860319
-4.977006
-4.502114
-1.746135
-2.592765
-2.931001
-0.458032
-2.084962
-1.552779
-0.154259
-0.665776
C 2.68841 1

I T T T ODIIOIINIINIINDINDIOOIIIOONR
1
I

-1.02736 -0.515752
-1.583805 -1.528604
0.391642 -1.082327
-1.077151 0.502781
-1.709499 -1.118519
.512453 -0.055017
.471455 -1.517031
.538993 -1.919433
.676663 0.593032
.356029 0.733654
.459578 -0.536914
.039908 -0.380821
.764298 1.143645
.467465 1.348775
.472529 0.31091
.851428 -1.036596
.20011 -1.070237
.712995 1.047899
.363583 0.914852
87356 0.747384

OVWWRRERNNNONNRROOR
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.309516 0.959855 -0.1954
.978537 1.494913 1.430456
.475471 2.375944 1.401897
.808063 -0.296147 0.514889
.134621 1.431644 -0.738385
.601619 0.682319 -0.995934
.192105 -1.441343 -0.417914
.043589 -0.647926 1.226616
.666569 -0.032086 1.143634
.338547 -1.107725 -1.362306
.314681 -1.746952 -1.009149
.463662 -2.313265 0.187138
.077994 -0.30349 -2.055903
.620029 -1.977068 -1.960927
.223831 -0.790874 -0.802327
.417255 -0.731286 -0.10707
.450203 -1.191213 -1.02491
.254376 -0.155279 0.017606
.242782 -2.360262 0.876852
-0.407488 -0.120709 -0.091612
-0.814458 -2.737934 0.420788
-0.79308 -3.632427 1.057134
-0.401003 -3.051529 -0.897212
-1.033264 -3.649363 -1.305605
.682773 2.782942 -0.652227
.837238 1.938916 -1.342123
.373014 3.612343 -1.29704
.997972 3.149111 0.035011
.803871 3.950824 0.756146
.688183 3.569578 -0.704827

RPRPOOOOUVIUURA, WUDRWRANPDWWEREW

I T ONDIINIOINIIIIZITIIIINIINIINIIN

NPFRPFRPOOO
wwwweERLN

conf_06

=

.230034 -1.087517
.111269 -1.498273
-1.535809 -1.943065
-2.103951 -0.735213
-0.907851 -0.299964 3.70888
-1.693182 -2.390572 0.332381
-1.716088 -1.960178 -0.930091
.629189 -2.60423 0.844966
.941777 -1.698386 -1.741947
.766599 -1.773244 -1.43607
.148302 -0.195567 -1.981485
.823427 -2.123308 -1.251132
.834971 -2.208541 -2.705448
.730131 0.535845 -0.767136
.808488 -0.056334 -2.842093
.187986 0.249188 -2.273949
.208978 1.961566 -0.601164
.495178 -0.024734 0.149278
.821654 0.536868 -0.83934

.022914
.094569
.628849
.468469

L
o

O WNWNW

I T ONODIITNIITONOINDINOIIIITNONHEKE

1 1 1 1 1 1 1 1 1 1 1 1
PR WWMNWWNWWONNDN
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-1.797663
-3.866946
-3.222396
-1.117915
-1.181301
-1.850467
-1.754549
-1.039565
.627917
.643643
.434804
.068651
.250341
.609895
.806433
.269151
.286864
.120822
.839946
.231527
.434926
.682867
.592798
.903766
.300528
.033702
.658753
.785583

OO FRONMNMNPWPAPAUIWWNPDPDWPAWWNWN

.726433
.635274
.266899
.620586
.179218
.315718
.520328
.911013

I T NHDIINIOINIIIIZIIIIINIINIINDIINONDIIIINDIION

OrRPrRPOOOOO®

conf_07

1
0.628545
0.341734

T OITITNDODIITITNONR

W hrRERWNMNNDNEPR

Q.
-1

-2
-3

3
4
2.
2
3
1

-1
-2

.96689 -0.030354
.531546 0.063131
.480145 -1.56748
.325842 0.063912
.29604 -0.649299
.534329 0.982975
.000692 0.646143
.766429 -0.937302

.283514 0.581404
.481023 -0.227372
.762955 1.535656
.242662 0.873885
.02794 -0.468451
.499572 0.288295
.975023 -1.193144

.76367 -1.278129
.019753 -1.000265
.475666 0.504274
.201736 -1.525925
.747337 -0.75394
.2553 -2.234962
.736396 -0.58333
.749868 -2.097002
.24003 -2.094209
.345858 1.228279
.661811 0.578524
449484 1.759205
.780254 2.652297

-0.496413 -0.013367 0.670358
-0.440526 -2.643037 1.127054
-0.572737 -3.543488 1.741628

.741432 0.33423
.457351 -0.300591

.255964 0.704347
.266606 0.933345

758406 1.685221

.548458 -0.14864
.155392 -1.038685
.60774 -0.544259

.205407 2.205027
.050583 0.986668

0.516956 -1.814591 3.104548
-0.054885 -0.356328 2.281396
1.651532 -0.824013 2.1887
-2.143932 -1.713966 1.075295
-3.00577 -1.403593 0.1071
-2.224891 -1.221078 2.04292
-4.107427 -0.399485 0.233209
-2.935801 -1.925269 -0.848517
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-4.85953

.891508
.982308
.656337
.280676
.600924
.886346
.255359
.730488
.782889
.232769
.287525
.555714
.123984
.914185
.110387
.492306
.415427
.153121
.353302
.096896

P ROOWUIWUIUIDA WNDMDADWWNDWNDN

-1.03613

477747
.801438

.611548
.824799
.278684

I TN IrIrNITOIrNIIITITZIITIIINIITINIITNCIINNDIITIIINCIINIINIINDIION

P RPPRPOOO

conf 08

11

-4.472258 0.27999 -1.086066
-3.851096 0.338979 1.001186
-5.000592 -0.918354 0.605088
-3.351202 1.044779 -1.786226
-5.305851 0.96533 -0.898953

-0.481056 -1.774396

-2.751864 2.217145 -0.999888
-3.755859 1.415782 -2.732579
-2.547484 0.349806 -2.071161
-1.457461 1.890832 -0.261879
-3.490721 2.607603 -0.288967
-2.540098 3.042625 -1.68787
-0.823885 3.096872 0.421667
-0.754323 1.481395 -1.00417
-1.641907 1.105516 0.487117
-1.546268 3.519872 1.128877
-0.643699 3.876745 -0.328795

.979949 1.000134
.362377 0.129133
.29073 1.823945
.884775 1.479182
.018654 -0.482368
.225052 0.73257
.056911 -0.674449
-0.700964 -1.205921
0.169343 -1.207004
-0.641404 0.323314
-2.026121 -1.807004
-0.86649 -0.5045
-0.047853 -1.99273
-2.70848 -1.034016
-2.534444 -2.314312
-1.881181 -2.547636
-1.217646 -0.262524
-1.815364 -1.054269
-0.827415 -0.410987
-2.830683 0.859535

NRPONRRR

-0.264305 -0.447106 -0.215774

-2.720655 0.953541

-1.066262 -3.420482 1.799978
-1.032884 -3.416655 -0.276847
-1.835109 -3.938149 -0.365646

2.791732 1.157622
3.685443 1.702326

.29169 2.02933 1.928061

2.328883 0.251248
3.10639 -0.493567
1.462244 -0.333742

C -0.603306 -1.745852 2.687484
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C 0.342624 -2.114803 1.568794

I TN ITOIrNITITIITZIIIIITNIINIINIINCOIIIINIINCIINIINIINDINIONNOIII

P RPRRPROPPWUIWERANWPRARARNDPDWNNDWDN

-0
-0
-0
Q.
Q.
Q.
Q.
Q.

.947781 -2.653614 3.18734
.479891 -1.209981 2.314222
.107286 -1.126808 3.439383
.534045 -2.507425 -0.090589
.629359 -1.833923 -1.239397
.435335 -2.738642 0.473735
.894431 -1.332576 -1.856163
.716403 -1.633047 -1.804095
.069334 0.184173 -1.679812
.756502 -1.853727 -1.426988
.873576 -1.576495 -2.923355
.65525 0.546871 -0.320174
.726389 0.566149 -2.46773
.101029 0.677811 -1.832853
.635824 2.040546 0.000271
.131523 -0.011314 0.467262
.691227 0.191214 -0.284628
.240411 2.654159 0.110111
.172347 2.204257 0.942279
.202399 2.579707 -0.767391
.380854 1.992676 1.178539
.335703 3.721566 0.339878
.73428 2.603051 -0.860374
.334197 0.913416 0.963588
.888751 2.068765 2.147882

.364832 2.618114 0.263586
.23392 2.282887 -0.946664
.690875 2.027454 1.13193
.534238 3.660983 0.552322
.30857 ©0.796931 -1.295647
.251656 2.647682 -0.768158
.863144 2.838438 -1.815767
.01722 -0.060285 -0.25174
.837918 0.684104 -2.248385
.299246 0.400477 -1.490677
.106171 -1.530181 -0.639108
.530965 0.042041 0.729959
.027496 0.33538 -0.098626
.121537 -1.988847 -0.800493
.620707 -2.119621 0.124161
.658126 -1.650232 -1.575537
.801267 -0.881749 0.846168
.465309 -1.148828 0.109519
.24056 -0.194931 1.460128
.252008 -2.584894 1.951803

.002688 -0.428899 0.394331
.245083 -3.029821 0.486539
.428721 -4.000654 0.96543
798927 -3.127093 -0.463244
532265 -3.707185 -1.181965
036507 2.539272 1.301368
002193 3.590641 1.609261
548323 2.022201 2.128553
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C
H
H

Q.
Q.
Q.

872564 2.412632 0.030991
525862 3.131193 -0.719152
696244 1.429803 -0.434347

conf_09

I TIZIIIITITONODIINIINIITNONCNONOIIIINIINDIINIINIINDIONOINOIIINDNER

OROPPWUDNPWNPWPAP,WNNWN

Q.

.571933 2.293464 -2.513214
.205257 2.306421 -1.869459
.910106 3.319167 -2.674658
.309073 1.789596 -1.881866
.54806 1.800288 -3.488237
.136924 2.541944 0.471546
.884649 1.675197 1.454467
.135565 2.962864 0.371327
.873512 1.197605 2.466701
127622 1.277973 1.556938
.258796 -0.273916 2.258538
.771533 1.823838 2.442165
.428639 1.317041 3.460733
.271939 -0.463356 1.135357
.676247 -0.670401 3.189746
.348649 -0.855547 2.065984
.520453 -1.920579 0.746126
.9559 0.112867 0.255134
.222029 -0.013499 1.44546
.307137 -2.639417 0.157278
.346986 -1.959622 0.026782
.864118 -2.469902 1.629884
.836155 -2.04635 -1.165342
.551672 -3.696294 0.004172
.48818 -2.628283 0.884294

.807402 -0.949146 -1.064798
.588547 -2.239537 -1.938733
.044098 -2.197436 -1.286714
.150051 -1.743446 -0.338373
.030302 -1.533732 -2.167059
.282377 -3.189828 -1.684303
.077867 -0.263033 0.022642
.12506 -1.940258 -0.797707
.113409 -2.35221 0.571907
.188746 0.225187 0.948965
.114546 -0.040211 0.507407
.127261 0.323328 -0.90979
.126398 -0.373207 2.34746
.1341 1.317534 1.018185
.159026 2.7e-05 0.491033
.158058 -0.174184 2.820565
.900485 0.052517 2.990221
.273882 -1.456219 2.337262
.255425 0.904535 -1.599098
.167262 0.928313 -1.11973
.333969 0.337495 -2.443387

Page 51 of 272



H o.
H -0
C -0
H -0
0 1.
H 1.
C -0
H -0
H -0
C o.
Ho.
H o.

ref_

RPRRORRPRRPRWWWWUDNWNWRMNUPMNWRAERNR

I T OHDIINIITINIINIINIINIINIINIINIINIINIIIONE

546447 2.740184 -2.533902
.403848 0.434394 -0.967289
.11786 3.032567 -0.521167
.293306 4.096717 -0.727843
21954 2.811512 -0.118074
38149 3.242781 0.725507
.469938 -2.532697 -1.637495
.508489 -3.606962 -1.849097
.239252 -2.063669 -2.606306
660325 -2.245388 -0.648608
665597 -3.000244 0.144584
454821 -1.30238 -0.118561

01

.233104 -2.534505 0.979409
.166522 -2.294401 2.045569
.955551 -3.346616 0.869837
.25819 -2.925347 0.663358
.633584 -1.316456 0.161391
.642094 -0.997294 0.447362
.693677 -1.585012 -0.900525
.68414 -0.137714 0.329625
.661456 -0.490232 0.115152
.672743 0.180221 1.381181
.022694 1.04693 -0.565404
.083754 1.287738 -0.435915
.911895 0.747205 -1.616534
.2008 2.305525 -0.308517
.415091 2.689729 0.696319
.528054 3.085046 -1.00575
.693934 2.124377 -0.456979
.494232 1.544377 -1.374954
.310625 1.547977 0.400046
.930578 3.441216 -0.556933
.220855 4.09183 0.277424
.257312 3.954567 -1.467538

.587544 3.279332 -0.57079

.046941 4.159687 -1.032578
.85102 2.437754 -1.229685
.204976 3.091335 0.813917
.627306 2.358466 1.396568
.114874 4.035655 1.36055
.667801 2.651595 0.773514
.158074 2.879437 1.725805
.202894 3.227146 0.00784
.811932 1.162437 0.493576
.184815 0.919567 -0.379079
.406666 0.602565 1.350339
.228306 0.685801 0.194573
.930675 1.147439 0.896022
.52096 1.032101 -0.80311
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-4.384425
-4.396737
-5.350864
-3.278175
-3.165487
-2.405903
-2.532725
-1.188433
-1.066257

I T ITNDIIITZ2ITOININDINDINODIION

-
(0]
I—h
(W)
N

.507368
.960164
.493275
.952507
.641261
.606392
.870559
.831097
.507884
.483352
.635742
.002226
.021258
.784358
.516399
.400992
.509619
.097526
.753761
-0.573637
-0.206941
-0.797813
-1.865515
-2.226135
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-0.841091 0.288458
-1.144802 1.340554
-1.129869 -0.139072
-1.557168 -0.413302
-1.360948 -1.481006
-2.359634 0.197496
-2.573459 1.257215
-2.964324 -0.440595
-4.008477 -0.124247

0.080451 -2.214148 -0.007346
0.937657 -2.681561 -0.499146
-1.170243 -2.855937 -1.850629
-1.905409 -3.345562 -2.229356
-0.04265 -0.848385 -0.621121
0.78647 -0.262695 -0.480892
-0.85793 -0.36127 -0.223249
-0.22142 -0.966804 -1.624205
0.299238 -2.099713 1.483157
0.331848 -3.097964 1.925087
-0.504375 -1.539747 1.968512
1.251728 -1.613023 1.703484

.913699 -2.061536 -0.294334
.92178 -2.43807 -0.102136
.321978 -2.896917 -0.680498

-1.785138 0.687078
-0.890363 -1.270858

-1.21237

-2.170389

-0.630647 -1.630011

.356109
.061441
.047893
.106784
.408516
.813881
.875225
.650557
.222331
.532543
. 795508
.272687
.200108
.834758
.872419
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-0.705404
-0.278664
-1.523576
0.350123
1.142525
0.873659
-0.205772
-0.888602
-0.84184
0.876319
1.652381
1.39722
0.36768
1.15967
-0.463652

2.221639 -0.071689

1.60296

-0.908313

1.552247 ©.773159
2.892018 -0.527157
3.552952 0.270863

-1.63817 3.540379 -1.380431
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.965777

1.907932 -0.914155

.76187 2.445161 -1.441824

.558007
.579581
.792124
.041784
.625287
.095834
.425853
.076309
.911131
.651446
.054546
.418437
.748501
.380934
.720413
206088

1.192802 -1.640767
1.171799 0.272898

0.687199 0.863138

1.907677 ©.940755

0.127204 -0.103745
-0.259159 0.807532
0.600804 -0.682353
-1.049804 -0.924962
-1.708152 -1.189098
-0.688871 -1.866375
-1.846235 -0.185779
-2.459407 0.640754
-1.842277 -0.452601
-1.248416 -1.292067

-2.649739 0.278612
-3.42563 0.883308

0.161898 -1.839886 1.232598
0.934204 -2.514544 1.611947
0.221114 -3.215953 -0.625667

-0

.243466

-3.712219 -1.305425

0.895597 -0.845899 0.378943
0.274655 -0.089285 0.069816
1.257945 -1.344238 -0.443614
1.686868 -0.410185 0.858389
-0.56585 -1.149644 2.359169

-1
-1

IITNIIIZTOININININCIINIINIINIION
1
=

.032868
.354077

-1.90027 3.000061
-0.493058 1.983261

H 0.119416 -0.567944 2.981194
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.977427
.676708
.490728
.642475
.802273
.813548
.583708
.824676
.765124
.496152
.613201
.31378 ©
.480373
.974282
.76962 -
.247615
.554952

-0.826924 -2.552599
-1.43279 -2.076967
-1.53238 -3.209415
-0.591215 -1.718437
0.086689 -3.126155
-2.824992 -0.209421
-1.810887 0.871654
-2.72068 -0.615938
-3.837397 0.213604
-0.924749 1.279196
-1.837551 1.371483
.0893 2.361715
-0.943038 0.805378
1.431415 2.030774
0.29835 3.281648
0.210639 2.584599
2.044107 0.698181
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Q.
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-0.
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-1.

.06114 1.290806 2.023417
.766669 2.136642 2.842517
.08467 2.429488 0.599329
.804319
.164456
.743218
.843075
.454653
.972282
.446287

.349311 -0.118115
.935517 0.512995
.039625 -0.758366
.152625 1.388084
.557641 0.817595
.319256 -1.561838
.863514 -0.926623
.258158 1.722878 -0.078503
.33631 0.712474 -0.452842
.654528 2.401471 0.686463
.42183 1.213641 0.412526
.775325 -0.180129 0.704106
.99038 0.079404 -1.286888
.203218 1.25239 -0.849135
.703911 -1.154173 1.181563
.657889 -0.754162 0.400677
.096569 0.447003 1.545164
.173258 -2.051419 2.31781
.814781 -0.600276 1.515049
.3952 -1.787851 0.336254
.466923 -1.458237 3.188604
.389883 -2.744146 2.637894
.040821 -2.644878 2.015295

WNEFEWWNBR,

.023303 -0.491765 -1.138138
.855362 -0.956552 -0.751958

.30749 0.385041 -1.581881

.014459 -1.57427 -2.912016
601358 -0.279818 -0.346011
803326 -2.778538 -1.359802
109388 -3.504698 -2.123845

765387
.421492
.629186
.675222
.966114
.646809

.553271 -1.257971
.897291 -2.08014
.073631 -1.687239
.580054 -0.953268
.166365 -0.072846
.29048 -1.785448
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1

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

.037134 -0.360333 2.44235
.24734 -1.336114 1.307345
.514431 -0.745248 3.346167
.463871 0.620867 2.224467
026335 -0.234587 2.660332
.660429 -0.518707 0.836024
.325108 0.40329 -0.298668
.70442 0.035874 1.77876

518847 -3.047327 -0.921955
578084 -3.930966 -0.550244
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-0
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-0.

.664454 -0.93513 0.685815
.914171 1.666152 -0.155729
.44229 0.000654 -1.3056
.532812 2.574968 -1.283313
.82779 2.072365 0.8531
.02511 2.557538 -1.568268
.840071 3.597487 -1.040028
.073129 2.28747 -2.190259
.145765 2.840716 -0.357447
.806672 3.289621 -2.353199
754274 1.581398 -2.000393
336233 2.94627 -0.699405
.290289 2.063419 0.408781
.470423 3.772549 0.122654

.23423 2.942062 0.538037
.495897 3.861893 -1.278194
.621897 2.122467 -1.368327
.76295 3.548861 1.319935
.185625 3.434023 0.309341
.946259 -0.585965 0.766508
.839753 -1.626561 0.612704
.240937 -0.532472 1.821128
.82832 -0.947631 0.225567
.375089 -1.839228 -0.824675
.98524 -1.364473 1.259788
.200188 -2.583152 1.007932
.476985 -3.059637 -1.003197
.253143 -1.946693 -1.472761
.871035 -0.937306 -1.210426
.815167 -3.130333 -2.37134
.712529 -3.0926 -0.21214
.074787 -3.962188 -0.837786
.186056 -2.252219 -2.572071
.185745 -4.017447 -2.47144
.564269 -3.16113 -3.167352

.643959 -0.805934 0.037348
.829463 -1.48159 -0.71231
366255 -0.667753 0.118804
.712617 -2.26944 1.503621
.106336 0.079791 -0.218949
.701548 -1.702417 1.002124
.04484 -2.313566 1.846657
.605029 -2.49024 -0.174637

.449103 -2.899654 -0.379536
.609425 0.816896 0.26875
.52125 1.423234 0.307875
.330702 0.781056 -0.791634
.534305 1.541029 1.072564
.859254 1.602488 2.117793
.60183 0.954455 1.093366

conf_02
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-1.228805 -1.07836 2.344174
-0.731779 -1.839251 1.136175
-1.530385 -1.785793 3.119811
-2.0892 -0.449616 2.105771
-0.443538 -0.446154 2.763964
-3.133847 -2.379326 0.337948
-3.269542 -1.271476 -0.665182
-3.561519 -2.078603 1.299559
-3.72514 -3.241768 0.005223
-3.648176 -0.022542 -0.378235
-3.07065 -1.531245 -1.705778

-3.785258 1.078728 -1.387423
-3.876269 0.225576 0.659401

-2.480375 1.849521 -1.61855

-4.562723 1.774527 -1.056218
-4.121258 0.660153 -2.340958
-1.863955 2.461771 -0.36748

-2.664072 2.639756 -2.354463
-1.751195 1.174518 -2.092485
-0.593876 3.249901 -0.669749
-1.651851 1.673378 0.370216

-2.594235 3.1165 0.124276

0.205764 3.664159 0.563768
-0.867231 4.148053 -1.23392
0.043234 2.667868 -1.348827
-0.436646 4.251897 1.229617
.011735 4.337692 0.251104
.426977 0.53061 1.387215
.207472 -0.49329 0.56737
.639507 0.016022 1.961697
.082418 0.961197 2.15297
.406272 0.088554 -0.17322
.537988 -0.976781 -0.161575
.55377 -1.295137 1.231022
.254103 -0.957219 -0.8919
.03222 0.627682 0.548566
.067512 0.834846 -0.902925
.523184 -1.683877 -2.013447
.627139 -1.685445 -0.161105
.139944 -0.462756 -1.303556
.693535 -2.292104 -1.638726
.195888 -2.357771 -2.549459
.118464 -0.974342 -2.743757
-0.389227 -0.895225 0.017379
-0.110078 -1.458206 -0.793196
0.363852 -0.248291 0.267889
0.204483 -2.355652 1.365114
-1.232069 -0.365479 -0.253983
-1.703091 -2.87682 0.567865
-1.732283 -3.69753 1.295798
-1.075052 -3.300051 -0.632678
-1.524957 -4.063297 -1.002995
C 1.811611 1.66481 0.569876
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-0
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-1.

-0.

1.
-0
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1
A

NPRAPWWNMNPANRENOREO

606548 2.311688 0.183822
337839 1.262576 -0.342428
815582 2.508898 1.356475
322664 2.914379 2.239133
018008 1.865912 1.757103

03

526114 -2.647381 -0.313325
461397 -2.045047 -1.198879
407001 -3.732816 -0.289177
45787 -2.279835 0.714173
528691 -2.43741 -0.694033
65443 -2.195263 0.6491
.813501 -2.402217 0.863738
930877 -1.19291 1.000793
229254 -2.919513 1.237908
641121 -1.470317 1.338379
.205311 -3.390539 0.619939
.091756 -1.667382 1.640894
.226086 -0.493703 1.597734
.00981 -0.483651 1.322009
.162597 -1.858232 2.720632
.455197 -2.577425 1.149439
.34966 -0.275987 -0.152719
.581311 0.431533 1.748881
.949405 -0.642468 1.860225
.196934 0.129199 -1.068047
.128115 0.493676 -0.217268
.805485 -1.19469 -0.541641
.502873 1.425259 -0.673386
.580386 0.224853 -2.090666

.461641 -0.685992 -1.104072

.075429 1.323857 0.330716
.251035 2.225586 -0.598083
04757 3.20042 0.070184
052991 2.160885 0.24313
.788311 3.074099 0.868578

.385232 4.195733 0.222035
.764088 2.254616 1.588468
.77412 2.287651 -0.578814
.615393 1.155704 0.140129
.92983 1.283517 1.758518
.031655 2.082314 2.385173
.132144 3.277543 1.733677
.15135 1.616755 0.907131
.575069 0.254148 1.567855
.236955 1.262112 2.808683
.914175 1.734903 -0.157281
.936408 0.860635 1.003994
.582598 2.570174 1.222713
.565527 -0.542188 -1.22412
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.203559 -1.622743
.215518 -1.784605
.347359 -2.239905
.140895 -0.285359
.36765 -0.826255

.412517 -1.116239
.501677 -1.646756

H 1.673346 -0

H 3.351147 -0

H 2.604621 -2

H 2.660197 -0

C 1.011289 -2

H 0.837366 -3

0 0.247384 -1

H -0.654567 -1.45919 -1.30018
C -0.731549 3.166275 -1.294732
H -1.475416 3.970253 -1.331025
H 0.007013 3.407942 -2.069865
C -1.414995 1.847664 -1.651691
H -0.669231 1.043813 -1.730652
H -1.8497 1.938607 -2.653875
conf_04
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1.003904 4.322619
1.496572 2.964646
0.508441 4.825232
0.286567 4.230715
1.832198 4.964305

-0.54304
-0.092253
0.288589
-1.361909
-0.857315

-0.633349
-1.577152
-1.172987
-0.123518
-2.826412
-1.172098
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.41445 1.244547
.281513 1.50388
.27951 0.847716
.722266 2.165747
.212267 1.043668
.435993 2.060467

-3.74114 0.044585 1.220009
-3.233403 2.068063 0.500241
-4.480977 -0.327337 -0.07054
-4.493553 0.303462 1.976239
-3.179375 -0.803663 1.622455
-3.612396 -0.706283 -1.273238

-5.176824
-3.192866
-2.725782
-4.173573
-2.217677
-2.745332
-4.098883
-2.020241
-2.678225
.401038
.140229
.080258
.119754
.414892
.464173
.390535
.513148
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1
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-2.

-1.
-1.

.107413 0.528675 -0.347947
-1.

145723 0.14535
.172721 -1.379053
.056261 -1.309159
.467426 -2.182572
.7049 -0.332444
.325403 -2.369453
.790234 -1.36495
.759599 -0.559595
701934 0.66292
843749 0.882811
332873 -0.348518

.45041 1.490877
.989766 1.517699
.552752 -0.023622
.701485 -0.940554
.176779 -1.001479
.338323 0.696161
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.160333 0.311174 0.61624
.848945 -0.16995 -0.964084
.983433 -2.5678 -0.066713
.15861 -1.630094 1.690259
.361845 -0.667432 0.867997
.193599 -3.318025 -0.161015
.822264 -3.04336 0.446406
.318644 -2.307412 -1.076268
.27591 2.327646 -1.222448
.794608
.926299
.185432
.576815
.404221
.892564

.498796 -0.902066
.978276 -1.662475
.052027 0.751609
.007271 -1.907966
.946845 0.229823
.045949 0.631594

R RNWNBR

-0.177211 1.642886 -1.024787
-0.966028 1.104178 -0.875986

Q.
Q.

156107 -2.670322 0.571802
453235 -3.600422 0.071169

-0.302109 -2.975842 1.52011

-0.889992 -1.958771 -0.279159
-0.514688 -1.826332 -1.302599
-1.054273 -0.951501 0.124418

conf 05
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.940697 -2.739533 1.751831
.296126 -1.711154 0.849091
.012987 -2.763498 1.553734
.532869 -3.738009 1.579064
.816583 -2.474498 2.805956
.686761 -2.311271 -1.191358
.555061 -1.106259 -1.000238
.577772 -2.53336 -2.261821
.125877 -3.198999 -0.726546
.773126 -1.120241 -0.461739
.131716 -0.162041 -1.340608
.67203 0.067214 -0.279591
.187952 -2.080221 -0.151094
.976033 1.424284 -0.276138
.43551 ©0.033571 -1.068034
.228623 -0.058746 0.657715
.179256 1.667756 1.006674
.333421 1.513883 -1.158826
.728155 2.211967 -0.385082
.09904 2.739913 0.900172
.880321 1.92894 1.806918
.70619 0.726641 1.321904
.901101 2.299415 0.066764
.522065 3.66212 0.483085
.74988 2.996991 1.907616
.599584 1.301339 0.415177
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H 1.191183 2.175215 -0.984919
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-2.
.270572 1.057814 -1.192726
.277598 1.4208 0.700227
.257735 0.686705 -0.559743
.796589 -0.347041 -0.906284
.018697 1.130675 -2.256717
.062012 1.795974 -1.024045
.376179 -0.559741 0.494012
.992114 -1.075579 -1.098273
.577028 -0.592842 -1.63493
.633626 0.255481 0.764443
.635682 -0.30959 1.269925
.605623 -1.624701 0.62174
.436155 1.330213 0.735327
.050893 0.02516 1.747489
.402591 0.038508 0.017281
.159817 -1.566242 1.22125
.579847 -0.731631 0.794965
-1.

042851 1.439051 -0.375871

29766 -1.518285 2.230597

0.756316 -0.730579 0.984967

-1.

655179 -2.386158 0.846187

0.290167 -2.067009 -0.637129

.150894 -1.216567 -1.182335
.576348 -3.186864 -0.727509
.613995 -3.51256 -1.630242
.475631 2.812769 -0.720559
.178485 2.817208 -1.777004
.277457 3.553752 -0.627795
.29388 3.23963 0.145535

.61843 3.324513 1.191505

H 0.020151 4.245833 -0.153367

conf_06
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.011583 0.010145 2.621366
.571105 -1.104523 1.698991
.729097 -0.376559 3.348154
.488106 0.828152 2.076652
.164246 0.414126 3.18125
.710267 -0.957256 0.244871
.132071 -0.133092 -0.867851
.213598 -0.316394 0.97567
.486671 -1.619361 -0.158524
.043852 1.200446 -0.868347
.769738 -0.680848 -1.738903
.416185 2.007503 -1.963551
.435024 1.747989 -0.009809
.9397 2.323904 -1.690517
.969826 2.944092 -2.088611
.494151 1.462821 -2.909363
.684805 3.137467 -0.425091
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-0.532908 2.869851 -2.54857
-0.380755 1.376709 -1.661332
0.798141 3.328123 -0.11281
-1.173698 2.667761 0.441925
-1.167972 4.114275 -0.537531
.465345 2.08439 0.463468
.922654 4.152787 0.596642
.325712 3.631654 -1.025694
.247646 1.226033 -0.187911
.02317 1.876114 1.453432
.25453 -0.349243 0.916172
.544324 -0.621333 -0.55489
.191528 -0.53921 1.128513
.795347 -1.08037 1.528926
.24192 -2.048402 -1.001821
.601417 -0.403962 -0.747062
.978826 0.076719 -1.187031
.772805 -2.448078 -0.900741
.842748 -2.754883 -0.415426
.562234 -2.170048 -2.042814
.47629 -3.813263 -1.503121
.169105 -1.682992 -1.41765
.474358 -2.457193 0.157982
.726986 -3.833341 -2.567405
.420956 -4.080227 -1.400084
.066221 -4.591313 -1.010398
-0.642421 -0.569467 0.648916
-0.285835 -1.34158 0.074273
0.150493 -0.055454 1.040162
-0.989637 -1.8493 2.248928
-1.172229 0.063482 0.025884
-2.696158 -1.847091 0.974895
-3.228322 -2.419459 1.745539
-2.009132 -2.718165 0.091031
-2.61709 -3.351835 -0.297502
3.620682 1.056096 1.389663
3.349984 1.151025 2.448661
4.709307 1.172167 1.347688
2.977036 2.199187 0.605421
3.417306 2.264501 -0.396411
3.220816 3.145771 1.100465

NORRPRRRWWRERNMNMNWWNWWRRREOR

I TN IITNCIOINIIIITZITIIIIINIINIINCIINCONODIITIINIINITIIT

conf_07

.735979 -0.086354 2.481691
.928682 1.060464 1.514367
.503789 -0.043707 3.257152
.808573 -1.056477 1.985356
.76425 -0.02413 2.977003
.861817 -0.134601 0.280377
.068585 -0.694805 -0.865028
.959466 -0.879189 1.076718

T OO I ITITNOOPRK
WwWwwoRrRrNERPRE



I TrNDITIrNIroOIrNITIITIrZI I IIINIITINIINCIINNONDIITIITINCIINIINIINDIONIONIT

NFRPONRE WNDPD

Q.
1.
-0

.884039 0.072681 -0.06046
.397489 -1.850704 -0.834835
.087236 -0.124816 -1.794729
.633074 -2.430353 -1.98385
.408761 -2.432549 0.088222
.120861 -2.191458 -1.898585
.822428 -3.509068 -2.021576
.008603 -2.01044 -2.922032

.541417 -2.667487 -0.611984
.35614 -2.67947 -2.755549
.077131 -1.116162 -2.028234
.054493 -2.472514 -0.642758
.111807 -2.127583 0.243648
.306091 -3.724841 -0.436837
.757174 -2.626912 0.704717
.488967 -3.183326 -1.353928
.277582 -1.480212 -1.057628

.66304 -3.660603 1.055634
.82926 -2.462118 0.554397
.359134 0.500923 0.998274
.07861 1.859781 0.359215

.964473 0.626537 1.902075
.959699 -0.104593 0.309396
.634272 1.772534 -1.100056
.327282 2.391889 0.962164
.978558 2.482106 0.403844
.178871 3.104783 -1.69184
.471451 1.379508 -1.687454
1

.826706 1.033222 -1.22042
.78425 3.530992 -1.251207
.901211 3.882949 -1.419979
.197757 3.043954 -2.784477
.69259 3.568766 -0.159067
.528009 4.525351 -1.623957
.028415 2.843458 -1.656449
936515 0.964705 0.391289

024009 1.786522 -0.214603
.027797 0.886501 0.729068

.717754 2.014519 2.004798
.159069 0.131181 -0.178996
.317636 1.165389 0.882316
.994832 1.485703 1.684524
.1699 2.191717 -0.085483
.025671 2.458976 -0.429326

.079957 -0.241425 1.362431
.427378 -0.241852 0.477249
.571864 0.323343 2.159653

.241879 -1.692482 1.804259
.919466 -1.739026 2.663761
.274992 -2.058311 2.170848

conf_08
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.089099 -0.
.561073 0.2
.936517 -0.
.637673 -1.
.359173 0.2
.455184 -1.
.225749 -2.
.426253 -2.
.343735 -2.
.195065 -2.
.192698 -1.
-0.063395 -3
1.245263 -3.

NFRPPMAWNMNMNWERRNNNEPR

-1.294607 -2.
-0.157732 -4.
-0.018934 -2,
-2.554248 -2.
-1.099119 -1.
-1.452691 -3.
-3.822647 -2.
-2.692342 -3.
-2.405293 -1.
-3.734032 -1.
-4.085135 -3.
-4.650031 -2.

-3.03159 -1.
-4.707389 -0
-2.712959 2
-1.215925 2
-2.900181 3
-3.236626 2.
-0.609131 3
-1.029618 1
-0.715881 2
0.876982 3.7
-0.760742 4.
-1.159482 4.
.172504 3.0
.414051 3.3
.294174 4.8
.671395 2.0
.245964 2.8
.806931 3.5
.418924 0.4
.778903 0.9
.665183 1.0
.905128 1.3
.050735 -0.
.686385 -0.
.585833 -0.
.815379 0.3
.590607 0.1
-3.288865 1.

P RPOOWNNPWW

PWPWRNORRFRPRONOR R

40633 2.48272
93441 1.228609
569633 3.151938
376335 2.262024
02368 3.022434
89133 0.156537
167274 -0.65609
450533 1.097117
250032 -0.379113
916873 -0.255008
724279 -1.652968
.130579 -1.027031
395444 0.725512
710575 -0.218578
188918 -1.299
570488 -1.96875
601025 -1.066626
740979 0.262552
420559 0.602935
316507 -0.263064
531971 -1.628652
81801 -1.821243
126059 0.689757
20819 0.318229
159576 -0.964491
354623 1.502725
.994463 1.176184

.644009 0.473558
.578405 0.194004
.458911 1.181775

916474 -0.451164

.890164 -0.287953
.788789 -0.547097
.284807 1.137105

96106 -0.626674
651552 0.484636
23832 -1.170604
35 -1.915272
47595 0.224389
03472 -0.717026
59041 -1.958787
79182 -2.059943
91265 -2.782528
73578 0.269819
11172 -0.58679
58842 0.642298
05935 1.456569
455599 0.013115
407023 0.461852
312576 1.083485
6946 -0.719567
00222 -1.218336
34547 1.030063
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-2.
-4,
-3.
-2.
-4,

709948 1.047521 1.916746
306407 1.528897 1.39178

322449 0.187738 0.038071
33704 0.067329 -0.431522
01222 0.429239 -0.781002

conf_09
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1

-0.
-0.
-1.

708134 -1.981398 -1.745848
901031 -2.090301 -0.251304
071323 -2.891402 -2.228335

0.343126 -1.850149 -2.013063

-1.
.223621 -3.539399 0.083025
.121172 -2.388719 0.425481
.31344 -3.79255 -0.978184
.538881 -4.435627 0.633432
.892679 -1.731553 -0.444857
.148015 -2.089518 1.474979
.736006 -0.544558 -0.11753
.90469 -2.059762 -1.486496
.506762 0.607713 -1.10678
.795684 -0.826589 -0.139157
.527132 -0.226684 0.909995
.846123 1.98249 -0.535505
.461743 0.603332 -1.443582
.100649 0.426305 -2.008332
.867715 2.489429 0.524599
.878927 2.707306 -1.356864
.857649 1.957092 -0.11398
.45158 2.707176 0.004728
.246198 3.436702 0.924327
.841011 1.802689 1.381778
.056225 1.760806 -0.388563
.482894 3.387235 -0.856923

P RPNWERPMNWNPANWWPAWNWNNRERENDNEPR

280357 -1.144186 -2.153573

.666425 2.231018 0.157131
.093448 2.449194 -0.329408
.678689 1.576062 1.043053
.112466 1.720266 -0.649164
.772098 1.178054 -0.830856
.075814 3.188243 -1.137987
.688491 2.893903 0.477461
.04456 0.129132 0.241888

.161579 0.734976 -1.632943
.724478 1.441727 -1.303886

.694632 -1.129768 -0.313347

.687262 0.565562 1.015292

.115179 -0.138887 0.765889
.66116 -0.900283 -0.770424
.869733 -1.875433 0.466934
.077368 -1.59078 -1.093919
.359056 -0.866639 0.435416
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H -0.43623 -1.018726 1.447244
H -0.855122 -0.006441 0.177961
H -1.964686 -2.108098 -0.001068
H 0.643921 -0.774871 0.214737

C
H
0

T

C
H
H
C
H
H

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

252384 -3.3039 0.419899

831817 -4.178758 0.099211
452446 -3.057656 1.804808
199246 -3.822995 2.326749
922384 3.506253 0.535277
889626 4.173363 -0.33491
502517 4.032588 1.301295

0.49517 3.269015 1.049958
0.460964 2.596951 1.920225
0.900557 4.215071 1.425102

conf_10
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1

Q.
Q.
1.
-0
1.

-1.
-2.
-1.

710665 -1.98011 1.745076
902698 -2.089029 0.250391
07494 -2.889753 2.227417
.340522 -1.849703 2.012987
282467 -1.142369 2.1523
220988 -3.539857 -0.082173
119612 -2.389967 -0.424617
309995 -3.792624 0.979184
.535932 -4.436527 -0.632035
.890922 -1.732788 0.445886
.147339 -2.091397 -1.474267
.73553 -0.546711 0.118404
.901932 -2.060359 1.487747
.507621 0.606166 1.107188
.79488 -0.830013 0.140048
.527129 -0.228952 -0.90927
.847765 1.980362 0.534965
.462768 0.602804 1.444521
.101799 0.424895 2.008574
.869378 2.487321 -0.525119
.881282 2.705673 1.355861
.85916 1.954006 0.113183
.453477 2.705852 -0.004946
.248161 3.434316 -0.925238
.842215 1.800334 -1.382081
.057738 1.759818 0.388752
.485368 3.386168 0.856479

.665131 2.23148 -0.157066
.091965 2.450584 0.329561
.67799 1.576739 -1.043168
.111509 1.720107 0.649068
.771425 1.179884 0.831011
.073845 3.189603 1.138164
.6867 2.895735 -0.477289
.044122 0.130936 -0.241651
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-0
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-0
-0
-0
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conf
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-0
Q.
Q.

I T T NHDIITINCIINDIININIONOIINONODIITIINONIR

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

.16133 0.736603 1.63328
.723769 1.444145 1.303799
.695069 -1.127517 0.313538
.686271 0.567615 -1.015373
.114658 -0.137697 -0.765205
.661346 -0.897382 0.770818
.870862 -1.872958 -0.466806
.07798 -1.589135 1.093888
.359283 -0.865879 -0.436049
.436319 -1.01766 -1.447915
.85449 -0.005199 -0.17848
.966234 -2.105987 -0.000423

.643739 -0.775246 -0.215052

.254568 -3.303209 -0.420255
.835008 -4.177545 -0.099948
.453175 -3.056833 -1.805273
.201971 -3.823002 -2.326934
.920164 3.506195 -0.53514

.886731 4.173185 0.335111

.500073 4.033057 -1.300964

.497118 3.267938 -1.050117
.462262 2.595707 -1.920233
.903028 4.213636 -1.425598

11

.57119 0.607315 1.921226
.731907 0.920438 0.451072
.521816 0.771704 2.433326
.270495 -0.429263 2.08729
.831941 1.263158 2.386777
.85501 -1.358715 -0.04624
.603785 -2.050853 -0.497055
.048187 -1.564171 1.01134
.717643 -1.761074 -0.592619
.75286 -2.697846 0.304411
.392956 -2.024798 -1.567229
.480194 -3.336045 -0.139508
.978056 -2.758704 1.371389

.748746 -2.680295 0.495995
491142 -4.399437 0.128702
403421 -3.289057 -1.231854
051868 -3.241841 -0.054632
718988 -1.595031 0.314411
714947 -2.805704 1.585863
311012 -2.669218 0.589527
.051165 -4.330174 ©.076837
.080046 -3.07174 -1.138077
.460405 -1.150336 0.503338
.350681 -2.972984 1.642438
.179213 -3.134261 9.108463
.741928 -0.663967 1.176576
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-4.449709 -0.883592 0.894145
-3.393052 1.870556 -0.104882
-1.888288 2.119767 -0.127609
-3.693531 1.609232 0.916802
-3.89941 2.816327 -0.33042
-1.500456 3.342159 0.697791
-1.561277 2.240088 -1.169373
-1.378752 1.224935 0.271435
-0.004428 3.626156 0.784961
-1.900064 3.223852 1.711521
-2.002449 4.22207 0.277437
.653085 3.965234 -0.548087
.498862 2.772216 1.269379
.159609 4.458688 1.476573
.542201 3.173085 -1.297755
.72027 4.177211 -0.434213
.193441 4.857528 -0.981935
.455228 0.638035 -0.293244
.637707 0.786105 -1.291863
.685854 1.241215 0.01062
.913808 1.987696 0.301096
.204498 -0.354855 -0.168752
.848861 0.157661 -0.266727
.793176 0.571817 0.108609
.66279 0.503788 -1.631119
.395605 0.189085 -2.166058
-3.893726 0.813842 -1.084325
-4.983963 0.752031 -0.988327
-3.701346 1.15392 -2.109497

PWPWRNMNORPRRPORPROOOO®

-2.25499 -0.594821 -1.205032

I T ONDIINIOINIIIIZITIIITINIINIINIINNTI

conf_12

1

-2.895607 0.874455 -1.776184
-2.934977 1.133725 -0.287537
-3.888852 1.034426 -2.201203
-2.58926 -0.148817 -2.004408
-2.20938 1.562473 -2.275538
-3.955512 -1.186305 0.244844
-2.664353 -1.868564 0.588191
-4.219909 -1.370789 -0.80122
-4.768841 -1.620314 0.840365

-2.382066 -1.87541 1.641905

-0.561225 -3.127816 0.029159
-2.16524 -2.501056 -1.342365
C 0.614533 -2.385775 -0.610771
H -0.572063 -4.160298 -0.34056
H -0.424207 -3.182422 1.114762
C 1.956608 -3.05944 -0.358819

ITONODINDIITONOIITITNONR

-3.313233 -0.587798 -0.907561

-3.817199 -1.255956 -1.616536

-1.865631 -2.478624 -0.292179
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.644388 -1.358523 -0.218008
.448274 -2.295142 -1.692787
.129183 -2.374672 -1.057279
.898343 -4.098138 -0.704222
.137617 -3.112721 0.721403
.35912 -0.915457 -0.669533
.980461 -2.435342 -2.142406
.041269 -2.944637 -0.845518
.493179 -0.311102 -0.966888
.198347 -0.530769 -1.261165
.868291 1.569357 1.725377
.694451 1.769122 0.768971
.244918 2.55514 2.023509
.494151 1.099635 2.64346
.035882 2.538457 -0.501946
.904809 2.299571 1.320558
.291321 0.781108 0.49429
.847844 2.749284 -1.437634
.821711 2.005551 -1.045034
.460265 3.513159 -0.230966

-0.190252 3.7419 -0.92055
0.390163 1.770049 -1.661669
1.208086 3.106473 -2.407225
-0.573726 3.495822 0.078333
-1.043675 3.832301 -1.59952
0.251833 4.737297 -0.82688

I TN IITNCIOINIIIITZITIIIIINIINIINCIINCONODIITIINIINITIIT

-1.591774 0.855141 0.32623
-1.667035 0.995266 1.339211
-0.854417 1.455381 -0.051286
-3.125519 2.191371 -0.087052
-1.350036 -0.136929 0.173888
-3.966424 0.324208 0.502366
-4.949593 0.721227 0.21967
-3.671742 0.642768 1.854258
-4.354659 0.307423 2.440229
4.032599 0.731945 1.1966
4.507788 1.233891 0.345173
4.,793599 0.71323 1.982872
3.676922 -0.708774 0.809225
2.839314 -1.051911 1.43222
4.51627 -1.366757 1.062585

conf_13

11

C 1.197478 1.252957 -1.890387

C 2.446263 0.41985 -1.727754

H 1.472827 2.275881 -2.15626

H 0.606913 1.28722 -0.972924

H ©.563019 0.863951 -2.690469

C 2.904138 1.318778 0.650512

C 2.342375 0.174688 1.445979

H 2.154643 2.10774 0.531711
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3.723792 1.773118 1.222147
1.075483 0.082925 1.865037
3.051637 -0.591481 1.761219
0.531255 -0.973784 2.771365
0.371852 0.86758 1.576031
-0.628584 -1.767425 2.16164
0.176913 -0.471551 3.679895
1.33358 -1.652136 3.082846
-0.172253 -2.784532 1.123719
-1.347098 -1.065337 1.723139
-1.166606 -2.290052 2.959166
-1.297355 -3.455708 0.339473
0.428987 -3.55468 1.620671
0.513969 -2.296869 0.417812
-2.199244 -2.500333 -0.439266
-1.914941 -4.037547 1.03288
-0.857336 -4.184527 -0.352513
-2.762557 -1.874116 0.260671
-2.951191 -3.086648 -0.979372
-3.202744 0.287672 -1.396622
-2.358553 1.192289 -0.509227
-3.918947 -0.263043 -0.775797
-3.809175 0.906201 -2.067845
-3.170029 2.179384 0.319402
-1.64564 1.739485 -1.139293
.758056 0.579395 0.178325
-2.346982 2.910587 1.376597
-3.987148 1.641854 0.815287
-3.647 2.909399 -0.346803
-1.19812 3.737962 0.814398
-1.955614 2.177202 2.095474
-3.009301 3.565512 1.95206
-0.449659 3.112939 0.314049
-0.685513 4.293534 1.604191
-1.558395 4.464423 0.078804
.087984 -0.969638 -1.273812
.946907 -1.524211 -1.207364
.411101 -1.42299 -1.889004
.956061 0.290525 -2.686082
.688179 -0.915146 -0.319115
.469827 0.954194 -0.725743
.898714 1.856991 -1.178593
.439662 -0.079766 -0.657468
.217193 0.212412 -0.175478
.384284 -0.6896 -2.240323
.064657 -1.30528 -2.839402
.782916 -0.11969 -2.961335
.465946 -1.608083 -1.434172
.73755 -0.989767 -0.890915
.896523 -2.245614 -2.129163

I TrNDITIrNIroOIrNITIITIrZI I IIINIITINIINCIINNONDIITIITINCIINIINIINDIONIONIT
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1

-0
-0
-0
Q.
-0

OO NNMNOPWNPAEANWWUIWWEANWNDNDNERE

.247912 1.743931 1.699362
.393683 1.987464 0.215354
.453209 2.668567 2.243089
758795 1.409786 1.961092
.965813 0.99544 2.044562

.952275 3.062026 0.016385
.673954 1.806304 -0.374605
.045796 3.233646 1.093572
.433129 3.924164 -0.464762
.323233 1.009357 0.479316
.71117 1.574102 -1.440527
.091618 -0.216993 0.115219
.322912 1.274013 1.539119
.754564 -1.434084 1.002565
.160432 0.010102 0.205873
.92703 -0.44644 -0.943172
.478087 -2.709362 0.209179
.888802 -1.204568 1.63533
.577825 -1.619378 1.697659
.209248 -2.667843 -0.639258
.410225 -3.553014 0.905593
.336445 -2.920822 -0.438627
.921186 -2.545006 0.16544
.159825 -3.579108 -1.245636
.26712 -1.842046 -1.364026
.941804 -1.628518 0.775325
.864355 -3.363476 0.893345

.85475 -2.196799 -0.811602

.149307 -1.920343 -0.050388

.96009 -3.140057 -1.358874
.703904 -1.43033 -1.584901
.180166 -0.607396 0.729615
.338029 -2.748356 0.642695

.981713 -1.928003 -0.763262

.979431 0.637959 -0.124844
.432937 -0.624353 1.535137
.147641 -0.528107 1.238153
.099272 1.930125 0.670071
.711544 0.639104 -0.941067
.99952 0.596585 -0.624575
.096415 2.024902 1.10858
.936019 2.812716 0.043988
.384917 1.960538 1.501277
.066391 0.735911 -0.550584
.120119 0.955421 -1.550944

-0.697253 -0.038311 -0.323955

-1.433454 2.20994 -0.
-0.
.367387
.00389
.768717
.235613

0.904614 0.455921
0.471696 3.106144
0.042239 4.048256
0.274128 2.980093
0.665528 3.722368

035182
34622

-1.617432 -2.284516 0.071807
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H -1.516146 -1.362776 ©.673438

H -1.75833 -3.068333 0.82607

C -0.33196 -2.555743 -0.700376

H -0.224016 -1.829355 -1.523084

H -0.416953 -3.5237 -1.206865

conf_15
1
4.127926 -0.76751 0.201539
3.192477 -0.13337 1.205313
5.118827 -0.31696 0.289886
3.780042 -0.625825 -0.824327
4.239397 -1.838884 0.38677
2.795019 1.952814 -0.270976
1.523999 1.484856 -0.917331
3.652902 1.734642 -0.915029
2.767922 3.04625 -0.174205
1.459862 0.84162 -2.087093
0.592963 1.751835 -0.414634
0.206065 0.449671 -2.795845
2.393218 0.607358 -2.60502
0.164596 -1.031609 -3.184689
0.136379 1.046189 -3.714079

I T rrTr NI I NIITNIITNCOIIITINIINIINCIININIONOIINNDIIINNIER

N

-0.664888 0.720322 -2.190077
0.248291 -1.998374 -2.007102
0.980613 -1.243277 -3.885007
-0.763724 -1.217458 -3.735263
-0.852052 -1.802667 -0.972113
1.240067 -1.911003 -1.532688
0.208663 -3.025431 -2.386847
-0.852627 -2.855217 0.132048
-1.823369 -1.834766 -1.4817
-0.791163 -0.794821 -0.546911
0.131406 -2.896382 0.6304
-0.956301 -3.837625 -0.342579
-1.613475 -0.210671 1.929094
-2.834612 0.32859 1.197988
-0.740514 -0.009121 1.291617
-1.452579 0.377049 2.841605
-2.692655 1.801211 0.834075
-3.725086 0.188695 1.82373
-3.006534 -0.258919 0.290451
-3.851186 2.360349 0.013292
-1.758498 1.943164 0.268169
-2.580467 2.386876 1.754747
-3.95013 1.774757 -1.389384
-3.739537 3.447468 -0.059883
-4.790575 2.189565 0.552849
-3.023174 1.941917 -1.950233
-4.76192 2.239206 -1.954498
-4.142722 0.697935 -1.374423
1.805556 -0.689836 1.053071
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H 1.179231 -0.197492 1.7024

H 1.754047 -1.693577 1.225862

H 3.492202 -0.383512 2.226462

H 1.458435 -0.49516 0.099831

C 3.066057 1.389711 1.126081

H 4.018786 1.79599 1.488962

0 2.020626 1.681719 2.040197

H 1.927322 2.629834 2.161013

C -1.68331 -1.68973 2.309262

H -0.757995 -1.974664 2.83268

H -2.476794 -1.804874 3.056583
C -1.943652 -2.703367 1.192788
H -2.894764 -2.479186 0.696232
H -2.089264 -3.676642 1.672396
ref_01

NI ITNIITINCIINCIINIINIINIINIINIINIINIIIONIE

.544762 -2.004563 0.290532
.841683 -2.373688 1.04721
.447431 -1.6876 0.820549
.814852 -2.848192 -0.349013
.951871 -0.858678 -0.515649
.673718 -0.528496 -1.271167
.080371 -1.218226 -1.082569
.553082 0.333223 0.344281
.849821 0.002464 1.128224
.427534 0.693452 0.899186
.943936 1.488327 -0.440246
.69418 1.900325 -1.124878
.152897 1.107187 -1.104022
.404464 2.605199 0.447938
.808614 2.174505 1.267682
.247959 3.092398 0.948417
.58179 3.658331 -0.292336
.401505 4.507153 0.376896
.175785 4.051249 -1.125154
.239105 3.160475 -0.826496
-0.204205 3.937218 -1.458911
0.395674 2.304173 -1.499194
-0.76243 2.785085 0.259267

O NEFRFRWERERNNWNMNRANMNWWPARWPAUWRAER

-0.306502 2.094284 0.98565
-1.005495 3.674995 0.851925
-2.048954 2.167807 -0.273777
-2.600367 2.915078 -0.856995
-1.806362 1.37465 -0.998836
-2.942344 1.61958 0.831278

-2.39169 0.852944 1.399926
-3.14558 2.418847 1.552534
-4.266999 1.036345 0.352563
-4.845627 0.709523 1.224011
-4.860584 1.821015 -0.128376
-4.128833 -0.137735 -0.621152
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I T ITNIIITZ2Z2TITOININIITINODIONODIONIIT

-5.133729 -0.517785 -0.844463
-3.710112 0.189867 -1.578705
-3.316559 -1.264242 -0.072508
-3.585384 -1.60402 0.930572
-2.337809 -1.901995 -0.720146
-2.097512 -1.593058 -1.739005
-1.589402 -3.085941 -0.184183
-1.951489 -3.345285 0.81582
-1.798615 -3.962722 -0.811804
-0.068905 -2.925594 -0.138569
0.369211 -3.839009 0.283252
0.449964 -1.769367 0.718508
1.539128 -1.850591 0.746898
0.483251 -2.659574 -1.420475
0.316878 -3.390393 -2.020878
0.178169 -0.50153 -0.040724
0.672282 0.30385 0.34882
-0.834027 -0.311987 -0.059562
0.484977 -0.649399 -1.009026
-0.117727 -1.677611 2.115342
0.372312 -0.885366 2.687222
0.056724 -2.61746 2.643551
-1.193521 -1.48646 2.105207

8E-1-DeoxySO

conf_00

I T OHODNODIITIITIITONODIONDINIINOIINIIINONIEKE

1

-0.263583 -3.534611 -1.264087
-0.814321 -2.368535 -0.470246
0.235312 -4.23395 -0.592499
0.464189 -3.197445 -2.006034
-1.063323 -4.086303 -1.766955

1.249096 -2.213007 1.013519
1.875285 -2.816816 0.348086
0.702381 -2.91687 1.651512
4.045543 -0.815286 0.241076
3.66291 0.62269 0.071038
3.635605 -1.412332 -0.582797
5.136116 -0.905049 0.162875
3.187541 1.186934 -1.042395
3.815588 1.261692 0.943413
2.803193 2.625997 -1.186735
3.063278 0.565479 -1.933271
1.282014 2.809787 -1.273117
3.267065 3.031672 -2.092256
3.196387 3.204401 -0.343408
0.881671 2.116686 -2.026387
1.055682 3.816698 -1.639106

-1.616382 2.166328 1.27107
-3.114505 1.89208 1.179265
-1.452235 3.04015 1.911017
-1.129642 1.326612 1.789341
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-3.458993 0.620837 0.412735
-3.621694 2.74263 0.70821
-3.527338 1.811928 2.190987
-4.924164 0.212661 0.456695
-2.852892 -0.203404 0.831886
-3.174648 0.761885 -0.643477
-5.200617 -1.050996 -0.34461
-5.537809 1.035458 0.074144
-5.225188 0.064845 1.499497
-4.959754 -0.909408 -1.405733
-6.252004 -1.342189 -0.294786
-4.616858 -1.899147 0.03599
-1.580008 -1.46653 -1.406805
-2.179924 -0.806654 -0.894495
-2.156556 -1.987052 -2.067053
-1.520703 -2.707214 0.291486
.861399 -0.917003 -1.904701
0.243356 -1.458427 0.163485
-0.281251 -0.72622 0.798902
0.82619 -0.789521 -0.940691
1.508131 -0.158205 -0.653107
-0.926118 2.401314 -0.067073
-1.108267 1.55661 -0.746922
-1.369567 3.276709 -0.55863
.578937 2.582784 0.059574
.001947 1.697069 0.55385
.795522 3.421952 0.731961
.619801 -1.375665 1.600597
.951078 -2.416585 1.685728
.151162 -0.82468 2.384656
.122371 -1.290008 1.884077
.951518 -1.525592 2.937714
.797187 -0.247737 1.764307

I T ONDIINIINCIINCIOINIIIIZITIIIINIINIION
1
(o]

P RPRNPWWORO®

conf_01

1

0.861245 0.705389 2.122917
1.65149 1.53585 0.875694
1.188018 1.276945 2.994109
1.433935 -0.223703 2.08878
-0.192054 0.452792 2.269329
.578316 1.004593 0.548495
.400016 0.26975 1.340043
.522138 1.486772 0.823451
.533585 -2.106139 0.00159
.165414 -2.264065 -0.590374
.446308 -1.896056 1.074013
.04337 -3.075858 -0.062071
.051143 -2.488194 0.116035
.107177 -2.294498 -1.681439
-0.293747 -2.843178 -0.437352
H 1.131878 -2.509085 1.205706

NITNOIITNDONODIITIOIIIONONE
NERDRMAWDNMNDWPAWW
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I TN IINIINCIINCIOINIIIIZITIIIINIINIINIINCNIIIION

.455087 -2.173157 0.292392
.418131 -3.930911 -0.345073
.333997 -2.630235 -1.51261
.375303 -1.081266 0.199178
.376733 -2.383938 1.367401
.000578 -0.488522 0.649414
.111548 0.206503 -0.704073
.103824 -0.14406 1.181495
.843412 -0.173116 1.274705
.921842 1.719126 -0.634592
.09196 -0.022558 -1.135665
.376381 -0.207157 -1.408462
.465873 2.135651 -0.454562
.520308 2.131973 0.187032
.300167 2.184116 -1.551591
.264504 3.639353 -0.337063
.90625 1.759259 -1.326962
.066894 1.642796 0.447045
.667551 4.153628 -1.213772
.207617 3.913769 -0.256263
.7805 4.033747 0.542624

0.597902 0.775411 -0.340274
0.953653 1.277643 -1.162133

-0.
.405567 2.417503 0.905763
.95572 -0.199257 -0.341426
.466317 2.055234 0.613144
.673859 2.742668 1.443324
.316955 2.780772 -0.599134
.147267 3.190876 -0.853239
.988608 -2.013778 0.572953
.973292 -2.417042 1.592527
.927421 -2.359739 0.125738
.822205 -2.612564 -0.212503
.912154 -2.363863 -1.276934
.884721 -3.705416 -0.15784

424232 0.750513 -0.392139

.408888 -1.067289 -0.701792
.371201 -0.997439 -0.183451

.766276 0.311007 -0.80592
.376477 0.944549 -1.456303

4
5
4.634664 -1.421232 -1.713603
3
4
2

.818615 0.198144 -1.342722

conf_02

ITODITIITITONHRKR

1

-0.

040987 -3.906033 -0.571235

0.131794 -2.446443 -0.228254

-0.
-0.

547685 -3.993653 -1.534849
646101 -4.433503 0.171271

0.923785 -4.411679 -0.661715

-2.
-1.

303249 -2.226907 0.591938
970253 -2.549454 1.588888
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I T NODITITNIITNCIINIOINIIIIZIIIIINIINIINIINCOIIIINIONOINIINONI

-2.624405 -3.128164 0.057427
-4.239189 0.685506 -0.712632
-2.906264 1.346429 -0.872154
-4.762778 1.112867 0.149585
-4.850118 0.914684 -1.593917
-2.393785 2.270141 -0.051432
-2.338042 1.075152 -1.766335
-1.091739 2.981052 -0.241734
-2.979411 2.565396 0.821522
-0.23367 2.99761 1.024005
-1.30022 4.019483 -0.534109
-0.546858 2.531425 -1.079542
-0.042394 1.967851 1.350208
-0.8074 3.465419 1.832549

OCO0ORrRrROCOPPWPphwWwhANPWWPARWNREREWN

.34535 1.69
.435095 1.2
.434328 1.0
.64575 1.51
.579038 -0.
.395031 1.6
.220337 1.5
.915717 -0.
.352941 -0.
.643933 -0.
.063768 -2.
.155006 -0.
.847549 -0.
.19519 -2.9
.225739 -2.
.917786 -2.
.811361 -2.
.666276 -1.
.812047 -2.
.815147 -1.
.38849 -2.8

1863 -0.025099
04664 -0.97401
99423 -0.18861
3616 1.01651
312308 -1.034873
52711 -0.688815
7376 -1.983847
971257 0.297226
577206 -1.764735
740895 -1.427874
484559 0.190938
70389 1.044377
548084 0.688603
54846 -0.296107
959591 1.164381
751449 -0.437132
282687 1.110452
292263 1.371211
488822 1.053024
959749 -0.928746
75997 1.8249

-1.140928 -1.595336 -0.164312
-1.437951 -1.407463 -1.203708

-0.69948 -0.393551 0.439412
-1.352564 0.317358 0.297543

.029835 3.173089 -0.196888
.965326 3.744162 -0.172899
.611872 3.336049 -1.198195
.091359 3.739078 0.867023
.889362 4.792524 0.640204
.60705 3.732238 1.834894

.153408 -0.837515 -0.558376
.162629 -1.252991 -0.62022
.618387 -1.251281 -1.422852
.491363 -1.280626 0.758003
.165165 -0.400714 1.324841
.228504 -1.775884 1.395004

conf 03
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1

0.394518 -1.995752 2.640487
0.045614 -1.234044 1.37883
1.190383 -2.711586 2.433557
-0.466993 -2.550045 3.020338
0.762743 -1.32184 3.419651
0.272214 -3.271444 -0.138821
-0.210886 -3.750119 -0.999397

-3.668103 155967 -1.421609
-4.115979 2.036163 -0.469955
-3.410617 0.857749 ©.598143
-5.006195 -0.514945 -1.152875
-2.866529 -0.596435 -1.402196
-3.657837 0.573572 -2.434965
-5.028885 -0.975641 -0.159247
-5.218619 -1.295025 -1.888092
-5.825191 0.208706 -1.196505
-1.000714 -0.203727 1.719124
-1.109851 0.491217 0.971482
-0.785264 0.291201 2.583949
0.906328 -0.68472 0.988452
-1.894059 -0.705817 1.813487
-0.579279 -2.077486 0.265596
-0.728937 -1.42067 -0.603688
-1.849584 -2.452465 0.786142
-2.32985 -2.98712 0.149082
-0.188746 3.515374 0.225167
-0.090899 3.931472 -0.785122
-0.059896 4.359121 ©.911903
0.93448 2.510916 0.456186
0.830495 1.656855 -0.226767
0.86769 2.11214 1.482827

0.246429 -4.001256 0.677153
3.239801 -1.263998 -1.696475
3.372287 -0.26769 -0.585018
3.364845 -0.751795 -2.655036
4.040385 -2.011678 -1.632628
3.360244 1.053765 -0.752929
3.485117 -0.65688 0.428831
3.451638 2.078516 0.331817
3.283666 1.445962 -1.769517
2.321945 3.10832 0.25897
4.407606 2.609263 0.244593
3.459555 1.586725 1.3126
2.356128 3.603765 -0.719458
2.492882 3.893226 1.003492
-1.594051 2.94518 0.392919
-1.979151 1.901675 -0.653106
-2.325775 3.758687 0.350078
-1.703099 2.532723 1.410402
-3.342305 1.260778 -0.425478
-1.208733 1.113695 -0.735238
-1.960454 2.372326 -1.643147

Q.

2.



I TONIITO
NNR R R R

conf

1

P NFRPWRWNNWADMNODW

NI I IITZIITIIINIINIINIINNONDIIIINCINDINIINOIINIIINNIE
[ N B
NNNDN

-2.
0.525646 -0.208051 1.443799
1.358829 -0.017817 0.842881
0.76129 0.104903 2.386117
0.983195 -2.235405 1.688177
-0.237945 0.391225 1.109185
-0.441851 -2.023009 0.084629

.880733
.10649 -
.739617
.716748
.262776
.202532

_04

.090081
.405701
.399839
.701885
.878481
.130463
.798613
.185414
.206667
.465265
.699318
.267253
.756772
.189383
.924625
619902

-1.972697 -1.676869
1.195366 -1.67275
-2.536205 -2.605574
-2.916899 -0.485936
-3.843832 -0.685967
-2.485944 0.397095

-0.939893 -1.829859 2.562976
0.090729 -1.646559 1.468982
-1.25391 -2.873233 2.575055
-1.826664 -1.213726 2.382777
-0.531786 -1.586448 3.548494
0.480677 -1.728704 -1.101422
0.679743 -0.65173 -1.162747
-0.117617 -1.940472 -1.995971
.719286
.98789 0
.024381
.642665
.111133
.385336
.556595
.761757
.743095
.421052
.987957
.290714
.692384

-0.867144 -0.778353
.438484 -0.642362

-0.989682 -1.823665
-0.808479 -0.193439

1.254967 0.411872
0.762081 -1.490017
2.639957 0.573507
0.926403 1.226644
3.20698 -0.585372
3.292737 0.750862
2.706355 1.513176
3.039187 -1.519113
4.294356 -0.464607
2.786028 0.149064
1.298952 0.068185
3.265592 -0.787407
3.237626 0.937812
0.994794 -0.183049
0.822157 1.026554
0.833826 -0.719598

-0.490097 -0.361363
1.541771 -1.075787
1.395001 0.651266
-1.066647 -1.685571
-0.639659 -0.291035
-1.055545 0.478383
-0.570205 -2.528236
-2.13422 -1.760563
-0.942487 -1.827662
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Q.
-0

I T NHDIITNIITNDIINIOIT

P NEFENWNONO

conf

1

-0
-0
Q.
Q.
-1

PO WWENNWWUIWWWORLPER

ITITNIINIINIIONOANIIIINININIINONOIIONIIIONNER
1 1 1 1 1 1
WARRWR

-3.

.370059 -1.449462 -0.061366
.738066 -3.394591 0.202815
.250751 -3.676608 -0.558832
.619938 3.104895 0.405038
.512444 4.185332 0.553661
.310617 2.658594 1.364102
315521 2.681645 -0.725792
.099562 3.059736 -1.667364

.322774 1.589226 -0.840604

.968561 -2.130667 -0.337797
.688859 -2.954586 -0.367039
.704331 -2.032862 0.722815

.768299 -2.551806 -1.186141
.090995 -2.565644 -2.233016
.514114 -3.588019 -0.941182

05

.345602 -3.403111 -1.526397
.885479 -2.385787 -0.543317
193437 -4.18418 -0.98929
344228 -2.939094 -2.235433
.155172 -3.891621 -2.076756

.257271 -2.387545 0.850093
.84469 -2.885384 0.071452
.772347 -3.179348 1.432169
.969552 -0.884701 0.043186
.600074 0.56701 0.034499
.488117 -1.397052 -0.798852
.049151 -0.971464 -0.131983
.027129 1.223073 -0.978697
.866386 1.133215 0.929391
.703277 2.683924 -0.998971
.789202 0.668008 -1.889769
.20144 2.972997 -0.871693
.071352 3.109172 -1.939052
.239572 3.195511 -0.192016
.649074 2.329958 -1.569564
.008309 4.003208 -1.19089

.679352 1.888572 0.174866
.1741 2.127839 0.351478
.380513 0.968687 0.697281
.464091 1.733628 -0.892338
.049476 0.946737 -0.058637
.461224 3.009303 -0.231623
381148 2.378362 1.399431
.984236 -0.246948 0.893361
.792401 0.64136 -1.087953
.094479 1.268001 -0.123434
.815679 -1.437731 0.435749
.33102 0.078588 1.880041
.940753 -0.555494 1.076047
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-5.868473 -1.160096 0.338902
-4.757685 -2.269651 1.141978
-4.505597 -1.812576 -0.548962
-1.701217 -1.367579 -1.303166
-2.329375 -0.840291 -0.687927
-2.252016 -1.787671 -2.05064
-1.555312 -2.853364 0.182088
-1.009474 -0.702385 -1.688976
0.181613 -1.554942 0.179962
-0.327613 -0.95402 0.951194
0.68467 -0.699224 -0.829209
1.382772 -0.109921 -0.493967
-0.816242 3.023517 0.7126
-1.101004 3.962625 0.221618
-1.048262 3.156275 1.775604

I T O IITINIINCIINIOINIIIIZTITIIT

0.684375 2.798241 0.551515
0.944433 1.798111 0.92735
1.221476 3.502458 1.197241
3.649236 -1.576189 1.370437
3.998646 -2.613996 1.331876
4.227739 -1.092059 2.165136
2.174281 -1.549024 1.76114
2.076024 -1.900315 2.791511
1.831322 -0.505227 1.777903

conf_06

1

-0.371464 -3.204455 -1.51485
-0.715787 -2.254885 -0.386782
0.224828 -4.031866 -1.128709
0.209848 -2.700144 -2.290346
-1.272382 -3.636151 -1.960518
.577469 -2.434201 0.710547
.074964 -2.877592 -0.158727
.106846 -3.260359 1.255993
.172464 -0.728418 -0.158867
.736582 0.682191 0.10549
.638482 -1.130652 -1.028593
.232791 -0.719485 -0.440761
.170814 1.506119 -0.781163
.954883 1.072701 1.101538
.813844 2.938759 -0.537552
.981434 1.135552 -1.792649
.327793 3.224982 -0.773144
.405895 3.56235 -1.218172
.099984 3.228136 0.479895
.043571 2.81511 -1.751936
.168209 4.305787 -0.841649
-1.89717 1.753382 0.865493
-3.289811 1.419921 ©.339723
-1.981861 2.328622 1.794321
-1.378943 0.826562 1.165587

I T OHODNODIITIITIITINONODIONDINIINOIINIIITNNIE
P RPWWERERNNWWUWWRARNER
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NNDNPPRAAPPOOO®

Q.
Q.
Q.
1.
-1
-1
-1

.041328 0.407153 1.198998
.211641 1.061307 -0.698819
.884093 2.336794 0.260875
.349202 -0.091353 0.591358
.234438 0.853007 2.180464
.395957 -0.464569 1.414462
.160306 -0.980675 -0.631709
.975674 0.767932 0.326688
.90527 -0.648951 1.351229
.673788 -0.448805 -1.457854
.117709 -1.34016 -1.015234
.568424 -1.871083 -0.37806
.606371 -1.164911 -0.928681
.077257 -0.639481 -0.185825
.32203 -1.515789 -1.565109
.277163 -2.762845 0.400865
.973247 -0.509577 -1.415199
478806 -1.509943 0.216926
106298 -0.925151 1.074513
889269 -0.628335 -0.812269
598093 -0.035362 -0.506712
.0251 2.49584 -0.136744
.043156 1.960325 -1.098831
.456926 3.481473 -0.347456

.423808 2.63837 0.305382
.800415 1.648596 0.596151
.481879 3.252783 1.21181
.016194 -1.639918
.375145 -2.644314
.676863 -1.273842
.600702 -1.730256
.644223 -2.256387
.245898 -0.719088

.058808
.808194
.852835
.621798
.578963
.863415

PNRROR

conf_07

1

0.175415
-0.49618
0.669917
0.929417

.893477
.148887
.631352
.854576
.245648
.196105
.639821
.672044
.216519

ITINDINDIITNONCOIINIITITNNE

WNWWUuWwWwwWwhAONER

-3.503923
-2.413637
-4.207037
-3.088481

-2.982539

-1.517638
-0.709323
-0.846671
-2.190456

-0.554293 -4.074208 -2.100003
.445257 -2.218211 0.929949
.15596 -2.752115 0.290031

1.489269

-0.53006 0.417692
0.871607 0.308912

-1.108266

-0.46667

-0.505767 0.408303

1.4665 -0.

80521

1.456032 1.231369

2.865259 -

0.893122

0.90316 -1.742024
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RPRPRNPPPLWOOO

1.15503 2.898497 -1.123292
3.172402 3.383672 -1.718124
2.917824 3.415433 0.021883
0.906038 2.226988 -1.957035

Q.

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

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

85652 3.901863 -1.444562
888494 1.80488 1.07359
362078 1.486904 0.840447
814675 2.613512 1.809144
402405 ©.937299 1.544817
.609512 0.274844 -0©.051879
.863001 2.357099 0.398393
.840649 1.318651 1.809794
.076463 -0.121469 -0.21206
.059183 -0.583926 0.377374
.20347 0.49308 -1.052588
.729154 -0.609867 1.073428
.155318 -0.905209 -0.975426
.630067 0.737741 -0.607977
.182929 -1.458889 1.498959
.754596 -0.937661 0.888308
.772377 0.172748 1.834674
.243498 -1.502829 -1.653563
.940247 -0.926411 -1.163052
.707779 -2.013098 -2.403976
.232067 -2.830202 -0.017562
.521766 -0.869571 -2.038113
461294 -1.480698 0.040118
.148566 -0.809463 0.66657
079501 -0.729545 -0.989339
673816 -0.050223 -0.624331
.109047 2.210794 -0.171273
.159378 1.421532 -0.9357
.583201 3.089164 -0.6274

P NOONEREPR

.356821 2.503244 0.112777
.812511 1.619929 0.581334
.432809 3.300247 0.862623
.702187 -1.221344 1.708088
.12592 -2.231104 1.744315
.135925 -0.682171 2.55778
.190912 -1.294223 1.911509
.996129 -1.630311 2.93325
.772947 -0.279922 1.856858

conf 08
1
0.264397 -3.48784 -1.654288
-0.492868 -2.598413 -0.690746
0.892871 -4.183062 -1.096803
0.908136 -2.898649 -2.311722
-0.419269 -4.088763 -2.261284
1.526072 -2.289154 0.841669
2.233617 -2.670492 0.09797

ITODITIITITONHRKR
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PNNPPPWOOO®
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=

1 1 1
PP W

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

.138328 -3.160413 1.381483
.060126 -0.432889 0.25129
.502614 0.956201 0.202855
.718218 -1.001977 -0.622009
.152037 -0.374995 0.16143
.912381 1.527304 -0.850811
.634731 1.555385 1.106126
.403898 2.933616 -0.906615
.807471 0.943428 -1.76889
.872641 3.026402 -0.882918
.776563 3.40246 -1.823948
.814202 3.510817 -0.070526
.456226 2.320708 -1.613806
.570955 4.024507 -1.219564
.908026 1.573025 -0.031951

.429873 1.640405 -0.014395
.560842 0.703329 0.54425
.567924 1.423478 -1.066981
.11143 0.361231 -0.494919
.753007 2.473902 -0.64717
.773159 1.88565 0.99711
.994209 -0.832445 0.458699
.715213 0.105916 -1.491391
.177042 0.552041 -0.661598
.802686 -0.66966 1.739919
.943397 -0.999233 0.753728
.331895 -1.742584 -0.055235
.463267 0.188425 2.324913
.723327 -1.555074 2.374926
.860521 -0.518202 1.507826
.42281 -1.70989 -1.482536
.164261 -1.310549 -0.896154
.852443 -2.196107 -2.268654
.1154 -3.188132 -0.013854
.832997 -0.929816 -1.818067
377844 -1.622733 0.109162
.269608 -1.123951 0.849315
803257 -0.679685 -0.85702
397326 -0.010224 -0.476244
.24007 2.81161 0.552638
.605172 3.703839 0.028406
.565895 2.919046 1.593657

.284789 2.781404 0.502063
.643947 1.821802 0.901171
.67992 3.546824 1.179826
.730264 -1.164241 1.554821
.217652 -2.145608 1.554055
.171168 -0.608096 2.389556
.237391 -1.335062 1.81974
.09623 -1.695289 2.842028
.759127 -0.346191 1.792747

conf_09
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1

0.144615 -3.140662 1.796826
0.589467 -2.212867 0.685909
-0.396243 -3.98729 1.372607
-0.521281 -2.628318 2.495263
1.000835 -3.546647 2.343507

-1.
-2.
-1.

O R NRFRPRRFRONUVOUUOOWRAUTWWERARRNWER

578756
155539
041438
.249428
.779388
.810077
.332964
.306259
.885788
.907874
.230792
.446429
.552684
.090879
.260781
.278728

.902028
.264082
.041078
.421793
.081552
.140058
.835037
.43701 ©
.219292
.513451
.226757
.296852
.014452
.688241
.195705
.413232
.398421
.9662 -0
.009014
.238971
.697364

-2.463024 -0.630596
-2.890853 0.196469
-3.295312 -1.099942
-0.731102 -0.084463
0.666378 -0.360108
-1.098245 0.851149
-0.708083 0.086632
.525684 0.547194
.014522 -1.389524
.943691 0.283614
.19781 1.587962
.222199 0.648599
.600454 0.879673
.195186 -0.767106
.84528 1.663668
.303029 0.693584
.679317 -0.640404
.408773 -0.008865
.203146 -1.592803
.72714 -0.924413
.354217 -0.744447
.114227 1.04757
.342339 0.041077
.071649 -0.111441
0.665729 -1.787064
-0.592427 -0.812475
-0.999664 -0.847594
-0.224084 0.937419
1.002817 -0.082313
-1.953421 -0.864594
-1.176223 -0.375048
-0.708388 -1.885516
-1.09003 1.290949
.594601 0.596396
-1.407015 2.043232
-2.728578 -0.02502
-0.420328 1.652647

ANWWWERERNRPR

NPFPOONEREPR

-0.549121 -1.505815 -0.057127
-0.101181 -0.938724 -0.889667
-1.072145 -0.602866 0.900342
-1.741158 -0.016697 0.503685
0.950463 2.462663 0.252312
0.884939 1.971822 1.23619
1.367281 3.456301 0.455707
-0.453995 2.588152 -0.319485
-0.809439 1.588305 -0.602125
-0.428148 3.164374 -1.252131
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conf_10

1

-3.976295 -1.693565 -1.240715
-4.359812 -2.686868 -0.982336
-4.55687 -1.364287 -2.109943
-2.514198 -1.806777 -1.663593
-2.471359 -2.379974 -2.593383
-2.135806 -0.80846 -1.922099

0.579748 -3.587599 1.248367
0.228214 -2.279247 0.582921
1.099292 -3.387147 2.188021
1.23986 -4.200434 0.628437

-0.315863 -4.166666 1.487667

.857142
.078401
.659611
.226889
.889361
.564419
.167121
.424173

PP WEFRERWPA,WWWNON

R WNNOR PR

.598967 -1.996035 -0.377741
.25584 -2.644484 -1.197372
.07453 -2.654815 0.358042

Q.

823845 0.870107
.821647 0.069951
.360581 1.392537
.410365 1.665175
.330389 0.410812
.200393 -0.831531
.405905 -0.338333
.979499 1.334621

-0.203755 2.996733 -0.886604
1.79817 3.757484 -1.160843
1.030339 4.261468 0.336378

-0.076906
.614599
-3.647316
-3.334978
-4.612125
-3.782233
-3.049987
-4.177237
-2.475162
-4.211351
-2.772548
-2.175303
-3.883906
-4.510509
-5.079197
-3.101301
-4.748251
-3.566196
-0.483913
-0.416494
-1.471824
-0.495241
-0.035622

I T rrZIIT I I INIINIITNIINNDIITIITIINCININIINOIINIIINANIE
1
(W]

2.190807 -1.622588
3.846826 -1.443174
1.88909 0.60997
0.611869 1.390983
1.782376 0.102036
2.70564 1.328627
-0.609583 0.520794
0.387257 2.055412
0.785617 2.048262
-1.054098 -0.358946
-1.44737 1.179891
-0.391173 -0.110166
-2.280234 -1.198395
-0.236466 -1.022463
-1.265983 0.2754
-2.061179 -1.937258
-2.633719 -1.765147
-3.12322 -0.566147
-2.51057 -0.728203
-1.610314 -1.234656
-2.746571 -0.604333
-1.719742 1.17953
-3.239167 -1.284221

C 1.388978 -1.327207 0.267366
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.296321 -0.415177
.529138 -1.19779
.19948 -0.930508
.563163 0.171158
.663403 0.680904
.341469 0.942183
278156 0.034379

.142479 -0.331533 -1.634009

H 1.673578 -0.867256 1.219023
0 9.799478 -0.360136 -0.583869
H 1.293919 0.478088 -0.530023
C -2.591672 2

H -2.509331 1

H -2.938266 3

C -1.210752 2

H -0.845254 1

H -1.289717 3

C 4.520001 -0.

H 5.328743 0.18255 -0.543878
H 5.008818 -0.988799 0.71086
C 3.63902 -1.036789 -0.957282
H3

H 4

.300681 -1.631408 -1.594511

conf_11

1

.978029
.433528
.862043
.261404
.354285
.011776
.867134
.804954
.455659
.571882
.877412
.452322
.206892
.148015
.251117
.108985
.019915
.645981
.001213
-2.305611
-3.967155
-2.855354
-4.526609
-4.407514
-4.763544
-3.108902

OORNORRPRANMNWARWWNEREN

I T ONHDIINCIITNOIINNONDIIIITNDINDINIINOIINIIINONIE
L
AW W,kAww

Q.
1.
0.
-0

AN DPDPWWRWERPR

Q.

0
0

-2.249389 -0.806162
-1.280058 1.071874

2
1
2
3.
0
0

-0.272475 -3.259624 1.24484
-0.267653 -1.967587 0.464969
0.222329 -3.104013 2.206039
0.261889 -4.057104 0.7213
-1.291659 -3.596401 1.451866
.159378 -2.310813 -0.325623
.72726 -2.930983 -1.124813
.42651 -2.997324 0.486112

128691 0.948508
271296 0.148174
488018 1.49119
.153707 1.727936

.991188 0.473123
.566654 -0.729703
.204459 -0.254634
.71275 1.37527
.078467 -0.838069
.456468 -1.053468
.049017 0.447142
.319566 -1.632345
.025157 -1.331056

.498932 0.573459
.033286 0.992219
.798318 0.138574
115888 1.470576
.094183 -0.141957
.951048 1.787472
700273 1.4433
1.322104 0.321376
.074954 -0.907431
.501159 -0.654653

1.744387 0.869671
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-5.338612 -1.892952 -1.254165
-4.580683 -3.270598 -0.456892
-3.687913 -2.292499 -1.638257
-0.935496 -2.144783 -0.876196
-0.68942 -1.300639 -1.419624
-1.95287 -2.221357 -0.791713
-0.877735 -1.209137 0.962268
-0.583234 -2.965815 -1.369441
1.09804 -1.335253 0.176049
1.42425 -0.871006 1.111942
0.805738 -0.335545 -0.783833
1.439528 0.396584 -0.683581

-2.030068 2.829152 -0.413085
-2.093368 2.176384 -1.293927
-2.189448 3.845084 -0.792055
-0.628941 2.749978 0.180724
-0.455463 1.748996 0.594492
-0.559623 3.447524 1.026339

4.419135 -1.083827 0.120704
5.315624 -0.800593 -0.442272
4.73942 -1.876573 0.806646
3.421472 -1.653593 -0.88643
3.132462 -0.88159 -1.60865
3.948334 -2.413908 -1.471031

conf_12

I T OHODNODIITIITIITINONODIONDINIINOIINIIITNNIE

1

-0.190185 -1.498529 2.142747
0.091187 -2.075155 0.775174
-0.32828 -2.312284 2.857921
-1.094816 -0.885311 2.1513
0.646758 -0.890727 2.495647
-2.424587 -2.565935 0.316091
-2.71173 -2.544011 1.373711
-3.047815 -3.347856 -0.136419
-4.368194 0.594736 -0.904494
-3.68766 1.608075 -0.039898
-5.438188 0.819228 -0.966663
-3.972997 0.651942 -1.925668
-2.586006 2.286575 -0.362959
-4.128237 1.77272 0.945422
-1.896035 3.258447 0.541302
-2.1606 2.142521 -1.358333
-0.523157 2.787712 1.03215
-2.534466 3.45407 1.408499
-1.770937 4.217923 0.023337
-0.642803 1.835445 1.570923
-0.156914 3.5036 1.777079
3.023928 2.222054 -0.539416
3.001744 0.921611 -1.342723
3.998996 2.324788 -0.052875
2.946588 3.069767 -1.229062
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-0
-0
-0
-0
-1

.45025 -0.313201 -0.555976
.655506 1.020354 -2.215719
.996801 0.774224 -1.766054
.95223 -0.37889 -0.295541
.162264 -1.227145 -1.096098
.955908 -0.350927 0.432725
.355702 -1.610621 0.499479
.273568 0.52328 0.235196
.471887 -0.36902 -1.260424
.877523 -1.622416 1.484952
.435509 -1.64296 0.660501
.073406 -2.531039 -0.022141
.314649 -0.980448 -0.236162
.233775 -1.416299 -1.165367
.245643 -0.562158 -0.140732
.035605 -2.626551 0.780494

.389228 -0.241771 -0.165483
.974342 -3.026096 0.214245
.860974 -3.962715 0.774865
.557598 -3.215184 -1.133496
.120733 -3.855187 -1.575757
.920683 2.346458 0.510331
.884029 1.442844 1.139246
.182395 3.152889 1.203962
.535554 2.645175 -0.055136
.236175 1.879792 -0.787136
.585137 3.577594 -0.631361
.18944 -0.832203 -0.366905

.609965 -0.900357 0.64408
.754639 -1.534013 -0.989258
.720447 -1.223866 -0.336004
.332561 -1.211422 -1.363587
.21071 -0.422291 0.214582

conf_13

ITINDINDIITNONCOIINIITITNNE
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1

Q.
Q.
Q.
1.
-0

68237 -1.510526 -2.119
25521 -1.765047 -0.693128
768099 -2.461113 -2.6497
648268 -1.003836 -2.175279
.057932 -0.905104 -2.648327

.63074 -2.40663 0.165429
.95623 -2.170352 -0.853123
.158605 -3.333096 0.414933
.024489 0.38803 -0.500699
.09204 1.510716 -0.166283
.657113 -0.159737 -1.377305
.974785 0.835893 -0.818267
.095022 1.963346 -0.935198
.324207 2.062335 0.747107
.337871 3.238121 -0.715072
.886863 1.443945 -1.875429
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-0.171331 3.084603 -0.498017
1.503428 3.863211 -1.600669
1.774525 3.783274 0.128976
-0.566467 2.342099 -1.202804
-0.666486 4.023442 -0.767165
-2.68425 1.280659 1.04193
-2.91888 0.861705 -0.408065
-3.652624 1.279495 1.551195
-2.097375 0.510999 1.569833
-3.468479 -0.554571 -0.567925
-2.001504 0.967964 -1.009573
-3.608506 1.574766 -0.876029
-4.87446 -0.7528 -0.0125
-2.798115 -1.275367 -0.071672
-3.4712 -0.82089 -1.63233
-5.406575 -2.155404 -0.264208
-5.542341 -0.014022 -0.4721
-4.88435 -0.547963 1.063472
-5.446201 -2.378096 -1.335128
-6.416003 -2.275375 0.135776
-4.77225 -2.911423 0.210431
0.124633 -0.474974 0.064515
0.053516 -0.714884 1.060586
-0.72086 0.036851 -0.205217
-0.750476 -2.193337 -0.673973
0.929837 0.162116 -0.071715
1.135635 -2.716673 0.121464
0.995779 -3.699274 -0.347967

0.525927 -2.696186 1.404757
0.974233 -3.298926 2.002962
-2.033455 2.645832 1.263096
-2.581589 3.407952 0.695242
-2.175305 2.905529 2.316719
-0.537757 2.761239 0.949089
-0.013375 1.858084 1.297955
-0.121576 3.566275 1.565344

.310222 -0.555142 0.668742

.095026 -1.263217 0.381585

.077835 -1.314216 1.147513
.284 -1.767667 2.121035
.285306 -0.585078 1.347135

I TN IINIINCIINCIOINIIIIZITIIIINIINIINIINCNIIIION

4
5
4.717381 0.029371 1.50081
3
3
2

ref 01

.342303 -1.825606 -0.913486
.284624 -1.984467 -0.382043
.439174 -2.280216 -1.902176
.573806 -2.387606 -0.36673

.012552 -0.342598 -1.005006
.091244 -0.197455 -1.589258
.784847 0.168029 -1.590039

T INDIITIONR
Pwpwpu pr
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I T TN IIITZITOININIINCIINIINIIONOININIINIINCIINIINIINDIINIION

ORNRPRPRRPRPWAWWEAW

Q.
1.
Q.
-0

OrRrPrORrRPROOO®

-0

.913442 0.340877 0.357858
.895727 0.285065 0.838867
.251728 -0.232922 1.03324
.445025 1.793087 0.30635
.041512 2.338276 -0.435045
.64446 2.274276 1.269824
.964319 1.94696 -0.01849
.380833 1.443061 0.767541
.733963 1.447088 -0.972415
.492607 3.390963 -0.134583
.069605 3.882595 -0.925605
.727418 3.926812 0.793666
.002181 3.515792 -0.43826
.236313 2.888738 -1.308157
.219905 4.544163 -0.744042
.901374 3.158809 0.73758
.708611 3.86666 1.552221
.649694 2.165506 1.134323
.396516 3.179311 0.403791
.637985 4.140229 -0.06949
.97802 3.134359 1.33008

.821385 2.05955 -0.492612
.389258 2.032513 -1.494433
.698764 1.114377 -0.156184
.152601 1.155984 0.836334
.132373 -0.024055 -1.024029
.682364 0.07071 -2.019519
.218244 0.018694 -1.16628
.77493 -1.38363 -0.415151
.220241 -2.187477 -1.011113
.218241 -1.457451 0.585953
.269512 -1.595055 -0.315118
.856794 -0.681617 0.138811
.856179 -1.678113 -1.329392
.890134 -2.817488 0.512012
.464468 -3.685263 0.162797
.198537 -2.671133 1.553669
.42014 -3.219895 0.496453
.282811 -4.061829 1.187053
588515 -2.15286 0.936968
554826 -2.651446 1.052288
035211 -3.580184 -0.802679
.473242 -4.317762 -1.148454

.795678 -1.218138 -0.225278
.003063 -0.581358 -0.336245
.857989 -1.801265 -1.07043
.64625 -0.658225 -0.122118
.2372 -1.387215 2.191146
.04347 -0.707797 2.478268
.092555 -2,089833 3.014643

.683118 -0.809029 2.076349

ref 02
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.087114 -2.470981 -0.437813
.184816 -2.701221 -1.503166
.331819 -3.146136 -0.02147
.040328 -2.70709 0.040898
.703568 -1.014602 -0.223054
.485861 -0.361414 -0.628877
.658974 -0.80529 0.85178
.375787 -0.658116 -0.881572
.588542 -1.291863 -0.440273
.419898 -0.940641 -1.940218
.987711 0.815632 -0.781303
.0879 0.993761 -1.384598
.76107 1.425006 -1.263729
.803541 1.322472 0.649868
.772529 1.25967 1.153639
.163248 0.632352 1.230255
.26968 2.749487 0.803537
.765716 3.404284 0.076639
.57519 3.115837 1.788453
.752097 2.922786 0.70082
.480487 3.875354 1.170912
.267157 2.157148 1.324978
.157823 2.928616 -0.705168
.378832 2.001491 -1.248791
.648159 3.716753 -1.286914
.354549 3.166698 -0.73908
-1.685426 3.241954 -1.779571
-1.56293 4.140702 -0.277084
-2.181426 2.132494 -0.035234
-2.074534 2.067983 1.049755
-3.113979 1.376526 -0.626444
-3.251994 1.484135 -1.704883
0
0
0

OO OO OONNNNWDNMNWMNMNNWNWPAMUPMOOPDPU TR

WINNMNDNWN

-4.079957 0.463166 0.062614
-5.040036 0.988764 0.141766
-3.760826 0.285514 1.097006
-4.316271 -0.849614 -0.686714
-4.723564 -0.617877 -1.676813
-5.086936 -1.431369 -0.169786
-3.054466 -1.689149 -0.854775
-2.278345 -1.055464 -1.297525
-3.232084 -2.46656 -1.603114
-2.58768 -2.343869 0.452348
-3.088642 -3.312321 0.552982
-2.926904 -1.766552 1.318821
-1.083594 -2.574711 0.597481
-0.919476 -3.333731 1.373657
-0.242642 -1.37548 1.04296
0.775139 -1.75274 1.177859
-0.460008 -2.97186 -0.615094
-0.874101 -3.763366 -0.967349
-0.13294 -0.413612 -0.105919
H 0.682475 0.195454 0.000589

ZITOoOITNINIINCIINDIINIINCININIINIINCIINIINIINIINIINCIINIIINER
1
=
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H
H
C
H
H

-0.96655 0.195645 -0.203391
-0.017738 -0.972064 -0.960312
-0.706749 -0.667983 2.29428
-0.808062 -1.391782 3.105832
-1.673468 -0.179014 2.15433

H ©.018065 0.084624 2.613401

12E-1-DeoxySO

conf_00

NI ITNDIITNCIONOCINIINIINDIINIINIINOIINIINIIONOIIIONNIERE

uuhrPAWNMNNWERERNO R

1

0.793227
0.547731
0.450012
0.257333
1.858079

-1.939513 -1.
-3.337904 -1.
-1.633539 -0.
-1.967374 -1.
-4.407943 -0.
-3.620858 -2.

-1.944809 1.847405
-2.262888 0.390887
-2.777257 2.465572
-1.046409 2.163323
-1.803924 2.047792

616976 0.559273
853743 -0.0036

585342 0.351232
721209 1.650046
957706 0.624338
902681 0.150504

-3.33241 -1.687045 -1.088104
-4.087004 0.53531 0.592541
-4.560642 -1.264165 1.665694
-5.357566 -1.143414 0.110651
-3.877122 1.109865 -0.80484
-3.201889 0.720002 1.212593
-4.900202 1.080269 1.084908
-3.3781 2.555539 -0.819488

-4.820834 1.
-3.178138 0.

-2.048704 2.78035

-4.132661 3.
-3.290825 2.
-0.874275 1.
-2.158001 2.
-1.796981 3.

055867 -1.359634
480213 -1.370028

-0.099447

201579 -0.356667
890751 -1.859679
987941 -0.684899
524333 0.960823

8454 -

0.116926

0.266378 1.87725 0.279681
-0.533998 2.443554 -1.621003
-1.233667 0.984167 -0.953022

.519029
.013353
.620841
.760122
.969386
.326602
.740149
.936688
.712898
.311404
.288512

.293811
.501224
.289932
.728306
.817166
.685142
.315446
.402373
.873453
.504939

NPFPOWRERNNEN

0.066438
1.276657
1.078193
-0.906307
0.534138
1.945188
1.450923
-0.024439
1.336009
-0.248413

-0.157487 -0.440568
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.273023 0.394806 -0.904882
.496868 -0.265172 0.735797
.180875 -1.564359 -1.009488
.960156 -0.156202 0.425101
.742697 0.509907 -1.181444
.75606 -2.258819 -0.274474
.156843 -1.960871 -1.297697
.549449 -1.584231 -1.905958
.999864 -1.128591 -0.489484
.575511 -1.283238 -1.414397
.017697 -1.097953 -0.575528
.15858 -3.113177 0.075479
.725091 -0.18841 -0.15052
-0.901776 -2.5846 0.010124
-1.10886 -3.594934 0.387573
-0.86373 -2.601177 -1.412023
-1.724635 -2.837174 -1.766099

ORLrNOOP,POTPPUVIUVIUTIWW

IOIMNMIIIIZITIITIIINIIT

conf_01

1

C 0.859438 -1.33712 1.842546

C 0.746897 -1.831077 0.419487

H ©.589861 -2.14348 2.528349

H 0.191085 -0.494127 2.035128

H 1.881644 -1.03378 2.078451

C -1.807764 -1.566613 0.372046
C -3.148152 -2.169069 -0.039069
H -1.693438 -0.581582 -0.09627
H -1.823671 -1.400577 1.454616
C -4.299385 -1.187048 0.168899
H -3.32105 -3.085774 0.536271

H -3.139405 -2.461561 -1.098765
C -4.312283 -0.030373 -0.845885
H -4.241619 -0.795395 1.191883
H -5.245792 -1.731864 0.116902
C -4.513131 1.350166 -0.222236
H -5.103796 -0.205061 -1.580524
H -3.381426 -0.033518 -1.427998
C -3.340188 1.833196 0.628229

H -5.418708
H -4.704645
C -2.082903
H -3.100016
H -3.642299
C -0.901217
H

H

C

H

H

C

H

.331189 0.394788
.082084 -1.015601
.158067 -0.16839
.081003 1.392205
.727767 1.184431
.535693 0.722061
-2.290568 2.981183 -0.862892
-1.803497 1.308225 -0.805837
0.371322 2.742386 -0.035625
-0.756263 1.782315 1.508365
-1.147533 3.4663 1.250966
1.58937 2.348313 0.350155
0.286137 3.317143 -0.959955

P NNMNNENMNDNBR
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.857575
.684302
.598248
.531257
.632046
.091185
.456105
.947044
.638295
.293021
.870704
.091273
.469965
.885464
.884048
.479469
.269084
.049184
.629192
.056702
.504291
.68838 0
-0.606932
-0.682622
-0.473074
-1.283022

ORrNVNOFRPUVUVNTWULIARWDANMNPAEPPRANWWENDN

IOINIIIIZITIIIINIINIINOIINONOION

conf_02

1
-0.87049
-0.384248
-0.583785
-0.438421
-1.959359
.018052
.49771 -
.710809
.870984
.416683
.792641
.66269 -
.068393
.393095
.446088
.108946
.078075
.760128
.592424
.139332
.539103
.171236
.261646

INDIINIITIONODIINIINIIONOIIINONIERE

ANMNWUVWPAPWPUPPWWDARRPRPRWN

.67537 -0.380524
.822091 1.30324
.467333 -0.960252
.201273 0.30822
.378102 -1.188226
.467037 0.080485
.820788 -1.541797
.974074 -1.699945
-0.824633 -0.517571
0.229467 0.800105
0.939449 0.68917
-1.827205 0.532532
-0.583552 -1.188665
-1.294819 -1.1742
-1.40665 1.157376
-2.740125 0.075344
-2.112216 1.199221
-0.730844 -0.566416
-1.018212 -1.462513
-0.611995 -0.69419
-2.593144 0.216795
.196926 -0.295131
-2.429617 0.02629
-3.397799 0.539073
-2.630878 -1.375726
-3.000039 -1.736738

O RO WWRERERN

-2.08688 -1.333811
-2.328244 0.076453
-2.92986 -1.966421
-1.179265 -1.762169
-2.004333 -1.370287

-1.613113 -0.523028

1.782387 -0.189745

-0.582937 -0.312407

-1.769553 -1.597848

-0.870246 -1.005671

-2.82521 -0.361305

1.582374 0.876473

0.61552 -0.934871

-1.18976 -2.054036

-1.024906 -0.66424

.210309 0.469116

.768492 -1.379965

.169897 -1.579046

.647736 0.56008

.181384 0.841569

.577452 1.161397

.84993 0.033529

.308794 -0.001879

WNORFRNREFEOR
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3.648636 2.978137 1.603846
1.115303 1.984205 0.73079
2.149815 2.638933 -1.041672
1.890155 3.903192 0.129145
-0.103805 1.778297 -0.114147
0.838137 2.41557 1.698669
1.568059 1.008641 0.9565
-1.372109 1.957149 0.272369
0.081512 1.507222 -1.157571
-2.576362 1.805859 -0.599336
-1.560504 2.27375 1.300994
-3.578391 0.768081 -0.091057
-2.27209 1.566164 -1.624505
-3.087246 2.776372 -0.64916
-4.878254 0.754583 -0.885833
-3.788777 0.954554 0.969288
-3.131117 -0.236742 -0.154851
.838725 -0.361896 -0.487715
-4.64022 0.663963 -1.952688
-5.375818 1.725241 -0.765981
-6.345462 -0.267512 0.945303
-5.350714 -1.333638 -0.646007
-6.693023 -0.344742 -1.172122
-5.540776 -0.378908 1.679168
-7.082566 -1.046616 1.154195
-6.82649 0.698646 1.128349
-0.73519 -1.168068 0.97331
-0.148736 -1.259424 1.815131
-1.71961 -1.18493 1.239095
-0.899683 -3.184301 0.520066
-0.571877 -0.232522 0.546459
1.120114 -2.582151 0.231488
1.302717 -3.604097 -0.126822
1.311402 -2.525585 1.640327
2.226241 -2.716566 1.861362

I OINIIIIZITIIIINIINCIINIININDINDIINIINI
1
(%2l

conf_03

.243636 -2.934948 1.699183
.551179 -1.7798 1.006686
.251075 -3.056004 1.29945
.702945 -3,.870844 1.541802
.343151 -2.750056 2.772777
.552099 -2.245843 -1.292191
.642062 -1.19388 -1.082036
.26817 -2.279979 -2.351105
.930825 -3.241873 -1.040289
.200404 0.238246 -1.370089
.502728 -1.451639 -1.706463
.010902 -1.252866 -0.049192
.133776 1.284267 -0.775459
.199367 0.404384 -0.956525

TN IINIIONNIIINNR
NPADPRPWNNWNNR WERNLER



I OIrIrNIIrrIrZ2I I IIITINIINIINIINININIINIINIINIINIIONI

3.098531 0.388581 -2.452029
3.630482 2.720093 -0.927055
5.126844 1.199975 -1.230327
4.279293 1.058289 0.289443
2.184832 2.941698 -0.480416
3.716979 3.027492 -1.975308
4.293781 3.384671 -0.362148
1.882067 2.5047 0.949875
1.511119 2.431168 -1.179261
1.945494 4.006824 -0.576496
0.398735 2.606481 1.314414
2.462639 3.121957 1.644141
2.222895 1.473528 1.115531
-0.475197 1.59996 0.633768
0.041632 3.606307 1.029803
0.259809 2.535833 2.398483
-1.51277 0.964987 1.195416

-0.29118 1.430211 -0.429444
-2.4835 0.089715 0.462325
-1.745184 1.176531 2.242116
-3.851485 0.758034 0.299956
-2.637886 -0.856785 1.002977
-2.084649 -0.167096 -0.52751
-4.866153 -0.136792 -0.39709
-3.722697 1.689167 -0.263929
-4.231665 1.047546 1.287494
-6.227473 0.524077 -0.570501
-4.985973 -1.067811 0.173832
-4.478572 -0.43057 -1.382105
-7.236106 -0.375515 -1.268733
-6.106141 1.454149 -1.139163
-6.613153 0.817513 0.413574
-6.890623 -0.65632 -2.268784
-8.202819 0.121432 -1.380524
-7.401636 -1.298365 -0.703711
0.193116 -1.57551 1.621559
-0.192463 -0.629583 1.398349
0.214567 -1.679823 2.635475
2.097083 -0.845243 1.152813
-0.430462 -2.287558 1.221031
1.28735 -1.991391 -0.484218
0.788937 -1.087452 -0.86276
0.365047 -3.073171 -0.522988
0.150515 -3.29628 -1.432036

conf_o04

T T T OONOR

1

0.486012 2.842819 -1.249886
-0.528358 1.843632 -0.740522
0.503726 3.697002 -0.573941
0.213438 3.211563 -2.24512
1.488933 2.413831 -1.288502
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I OoOIrNIIrrrZ2ZI I IIINIINIINIINININIINIINIINIINIINIINIINIIIONON

-2.996432 1.431569 -0.140061
-2.758522 0.854929 1.251063
-3.128478 0.630798 -0.882515
-3.963386 1.950603 -0.151508
-3.841792 -0.130833 1.685405
-2.718042 1.680431 1.967925
-1.777153 0.371232 1.313629
-4.008814 -1.399411 0.847013
-4.802597 0.397929 1.704247
-3.643741 -0.423731 2.722645
-2.844846 -2.392661 0.870811
-4.255833 -1.149311 -0.193782
-4.895948 -1.91446 1.228663
-1.691478 -2.109372 -0.088561
-3.234285 -3.387381 0.62629
-2.450641 -2.471185 1.892126
-0.652135 -3.22203 -0.111737
-1.193412 -1.174959 0.201836
-2.099265 -1.977363 -1.105505
0.476492 -3.023249 -1.119927
-1.152534 -4.171395 -0.329174
-0.224054 -3.329866 0.892683
.344873 -1.825525 -0.870009
.080592 -2.996065 -2.143045
.124381 -3.908708 -1.079676
.000442 -1.147902 -1.821705
.513416 -1.566687 0.176505
.99735 -0.042671 -1.626391
.855286 -1.465172 -2.857407
.230757 0.417886 -0.191503
.708842 0.806071 -2.263791
.949678 -0.378681 -2.059462
.120881 -0.523892 0.617296
.26823 0.545206 0.32799
.687706 1.412023 -0.213477
.166814 -0.198309 2.106855
.136435 -0.481936 0.203531
.786338 -1.558591 0.484055
.724544 1.182816 2.423864
.774487 -0.957215 2.610674
.156811 -0.293487 2.528849
.725424 1.308859 1.998267
.803942 1.336559 3.502769
.092401 1.983796 2.028496
-0.564411 0.656556 -1.660584
-1.338435 0.02874 -1.424968
0.297153 0.065305 -1.589322

APrPpUvuwppuwurunpPhpwWNDMNPWUNWERERNRNEOR

-0.224736 1.453925 0.234292
-0.673958 0.952252 -2.632
-1.942103 2.425522 -0.627
-2.233834 2.784938 -1.630104
-1.785949 3.512428 0.251851
-2.620523 3.979929 0.337086
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conf 05

.852642 -1.760011 2.076118
.665607 -2.104821 0.617278
.543789 -2.607306 2.692269
.257457 -0.892182 2.369577
.901411 -1.554783 2.303307
-1.856257 -1.605383 0.605495
-3.258666 -2.075359 0.213149
-1.66538 -0.626672 0.148563
-1.833474 -1.453264 1.689473
-4.24269 -0.906917 0.167254
-3.592349 -2.840791 0.921069
-3.258148 -2.558037 -0.774835
-4.086481 -0.059374 -1.101802
-4.093732 -0.29371 1.06383
-5.267796 -1.282391 0.23211
-4.403787 1.425616 -0.92973
-4.731268 -0.473463 -1.884042
-3.065752 -0.164079 -1.492601

-3.447541 2.174541 -0.001895
-5.425161 1.534564 -0.547364
-4.398334 1.905172 -1.915508
-1.997001 2.181454 -0.468762
-3.491461 1.739904 1.004997
-3.793952 3.20784 0.111342
.037515 2.760236 0.571982
-1.907144 2.734807 -1.411532

-1.68173 1.156794 -0.700312
0.391935 2.426567 0.291079
-1.304566 2.393817 1.570269
-1.154481 3.850968 0.60515
.234797 1.90076 1.187266
.75344 2.662599 -0.710673
.686458 1.587933 0.983172
.856991 1.725142 2.196229
.219693 1.726578 -0.439198
.884204 0.577746 1.372539
.273145 2.235371 1.648143
.568237 1.042248 -0.646513
.296408 2.789246 -0.688912
.501191 1.31645 -1.166008
.483843 -0.48056 -0.693037
.262141 1.343711 0.147634
.011107 1.392079 -1.58485
.834096 -1.154915 -0.889389
.819489 -0.771606 -1.523405
.040237 -0.861964 0.241005
.302814 -0.820264 -1.818822
.741045 -2.242665 -0.934943
.513469 -0.910575 -0.06813
.030851 -0.939026 -0.264662

Z I IIIINIINIINIINININIINIINIINIINIINIINIINIINANAIIINANAR
1
|_\
RNRPRNORRR

RroOouuoapwWwuUuiuuulphANDNWPAWNWONO R



T OINIII =T

0.59963 -1.121082 -1.181777

2.043966 -0.858144 -0.385255

1.351423 -2.90292 0.320394
0.699642 -0.025244 0.098048

(o]
o
=)
+

NI ITNIITNCINDINIINIINODIINIINIIONODIINIINIIONOIIINNIERE

RPrNFRPWMANMNWUVWMNWwWAMUDMNDWWRRERWN

-0

.739248 -2.55435 0.206009
.899901 -3.541694 0.65912
.62936 -2.676703 -1.20745
.478171 -2.922017 -1.584719

06

.87036 -2.086777 -1.333846
.384149 -2.328288 0.076395
.583539 -2.92965 -1.96655
.438372 -1.179055 -1.762065
.959236 -2.004343 -1.370353

.018124 -1.613018 -0.523043
.497796 -1.782354 -0.18986
.710904 -0.582852 -0.312334
.870989 -1.769402 -1.597861
.416744 -0.870083 -1.005657
.792712 -2.825143 -0.36163
.662872 -1.582503 0.876385
.068406 0.615653 -0.934698
.3932 -1.189472 -2.054063
.446146 -1.024757 -0.664213
.108772 1.210259 0.469364
.078144
.760238
.592298
.139106
.538817
.171249
.261692
.648288
.115121
.150024
.890288

.768678 -1.379913
.170105 -1.578705
.647691 0.560408
.181283 0.841963
.577329 1.161498
.850028 0.033554
.308782 -0.00131
.97795 1.604234
.98445 0.73065
.639012 -1.041653
.90333 0.129096
.103867 1.778431 -0.114431

WINEFENWNMNORLRNEO

0.837796 2.415928 1.698438
1.567784 1.008879 0.956584
-1.372202 1.957154 0.272037
0.08155 1.507325 -1.157821

-2.576442 1.805667 -0.599645
-1.560653 2.273808 1.300639
-3.578447 0.768004 -0.091107
-2.27217 1.565727 -1.624756
-3.087329 2.776172 -0.649708
-4.878337 0.754338 -0.885845
-3.788819 0.954713 0.969203
-3.131181 -0.236841 -0.154706
-5.8388 -0.362037 -0.487438
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1.
1.
1.
2.

.640335 0.663467 -1.952687
.375883 1.725033 -0.766196
.345475 -0.267336 0.945577
.350811 -1.333823 -0.64554

.693125 -0.345021 -1.171821

.540759 -0.378614 1.679432
.082599 -1.046375 1.154649
.82646 0.698878 1.128443
.735089 -1.168209 0.973377
.148538 -1.259634 1.815134
.719491 -1.185077 1.23923
.899562 -3.184419 ©.519895
.571817 -0.232658 0.546508
120236 -2.582171 0.231406
302868 -3.604059 -0.127066
311544 -2.525825 1.64024
226532 -2.716295 1.861139

conf_07

NI ITITNIINIINCDIINIINIINOIINIINONOIIINONER

1

-1
-0
-1
-0
-2

P OO WNRWNMNWAWRANWUIWWWWWERWLERE

-1

.336009 -2.028917 -0.725772

.608436 -2.238105 0.58182

.198937 -2.907458 -1.360282
.956552 -1.158447 -1.266784
.409379 -1.901171 -0.569033
.664304 -1.693728 -0.494149
.169831 -1.937271 -0.44418
.45945 -0.638254 -0.279154
.299784 -1.884816 -1.509882
.948821 -1.171735 -1.517971
.372506 -3.009623 -0.55876
.554645 -1.650348 0.542587
.602714 0.312785 -1.612326
.765467 -1.638163 -2.492685
.019088 -1.294144 -1.319857
.724677 1.080882 -0.300835
.575208 0.41852 -1.987172
.234756 0.778499 -2.376024
.115539 2.485347 -0.366266
.775705 1.136269 0.004241
.22795 ©0.509025 0.490708

.447166 2.943305 0.929655
.380598 2.5236 -1.17964
.882663 3.215037 -0.641876
.298945 2.043 1.412731
.059497 3.958083 0.791704
.191545 3.002202 1.731784

.22526 1.830049 0.389853
.859044 2.474069 2.318027
.720079 1.071466 1.711451

.069752 2.125025 0.555034

H 0.540776 1.456059 -0.586501
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-2.136906
-1.386848
-3.351502
-1.721995
-2.473375
-4.427641
-3.778108
-3.029948
-5.658357
-3.996322
-4.733007
-5.385426
-6.413454
.101726
-4.933259
-6.309087
-4.716534
-0.723678
-0.026577
-1.654562
-1.076305
-0.535674

.967654 -0.478794
.545178 1.512526
.185329 0.019706
.49568 -1.377751
.966095 -0.787997
.013433 -1.043929
.691178 0.895452
.194353 0.367881
.247335 -0.567793
.503043 -1.916225
.005843 -1.395069
-1.20537 -0.199361
0.27576 -1.359783
0.768216 0.289562
-1.745719 -1.03896
-1.726455 0.063415
-1.293249 0.664372
-1.022509 1.46642
-1.137207 2.215439
-0.943133 1.874172
-3.04097 1.158119
-0.119131 0.982578

NOOORFR R NRERPRELRNER

0.88298 -2.573858 0.468635

0.943149 -
1.343292 -
2.271916 -

T OINIIIIZITIIIINITINOIINIITINONIN
|
(o))

conf_08

-1.868913
-3.386992
-1.599761
-1.591833
-4.073863
-3.834883
.635861
-3.779354
-5.154226
-3.883607
-4.212999
-4.307725
-2.717147
-3.302233
-5.224599
-4.299007
-1.883297
-3.256232

INDIINIITIONODIINIINIIONOIIINONIERE
1
w

.949861 -
477779 -
.566649 -
.6026 -0.
.040547 -

3.61957 0.138354
2.466126 1.810535
2.704699 1.865483

1.932172 1.944925
2.087837 0.518432
2.758885 2.547177
997959 2.391972
1.961931 2.005298
-1.144193 0.973711
-1.33783 0.91363
-0.168825 0.555197
-1.114312 2.0632924
-1.315058 -0.456882
-0.564064 1.543831
-2.287373 1.402945
-0.156177 -1.41523
-1.342 -0.273838
-2.264196 -0.983883
1.243212 -0.968793
-0.38352 -2.347251
-0.14477 -1.688612
1.960368 0.028204
1.185469 -0.549866
1.870931 -1.863422
2.19472 -0.476564
1.403116 0.970629
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-3.753168 2.925893 0.283909
-0.942584 2.721653 0.613762

-1.895584 2.882519 -1.329912
-1.475587 1.255205 -0.871837

0.489359 2.392889 0.339959
-1.225856 2.303663 1.587084
-1.059742 3.808416 0.703876
.313521 1.813912 1.220828
.864647 2.662216 -0.648093
.755728 1.464212 1.008882
.92236 1.605307 2.218576
.292441 1.628335 -0.409713
.917273 0.434981 1.363182
.362794 2.069554 1.694686
.60082 0.879837 -0.649026
.424827 2.693764 -0.621442
.551545 1.282055 -1.146903

.310461 1.106364 0.156097

.063305 1.244706 -1.572071

.962085 -1.026877 0.154496

.583735 -2.451243 -1.08339

.92909 -0.928497 -0.328528

.93981 -2.964811 0.056613
.73589 -0.003965 0.105433

OO RO UVIOTWWUIUVITUTANWDRWNWONOGOLR

-1.034063 -2.227599 0.307601

-1.3163 -3.210432 0.709743

-1.14662 -2.230608 -1.110841
-2.072317 -2.263232 -1.366957

conf_09

INIINIINOIIINNR
RFOWWRRRERNROORNRER

.58923 -2.877662 -2.400879
.304167 -2.144149 -1.43207

.927982 0.104908 -1.080952
.628045 1.453873 -1.219976
.146084 0.17724 -0.315898

.700523 2.579949 -1.684514
.459258 1.363833 -1.930436
.070066 1.739323 -0.256932
.404181 2.699515 -0.886971
.45052 2.424222 -2.7403

.429521 -0.632298 -0.761708

.738885 -1.373635 -0.989956

.749746 -0.846969 -1.603105

.227402 -1.025847 -1.904262

.430361 -1.205488 -0.159663

.402421 -0.993628 -1.210434
.932617 -0.963527 -0.524681

.156206 -2.826865 -1.399452
.208799 -2.367366 -0.418598

.791474 -3.826715 -1.150809

.424823 -0.140932 -2.023218
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H
C
H
H
C
H
H
C
H
H
C
H
H
C
H
H
C
H
C
H
C
H
H
C
H
H
C
H
H
C
H
H
H
H
H
N
H
H
H
H
C
H
0
H

2.255449 3.523306 -1.640048
0.588301 2.852079 0.619142
-0.217213 1.815152 -1.079
-0.175955 3.543701 -1.275488
-0.725267 2.717145 1.40132
1.067146 3.812241 0.840558
1.297222 2.093213 0.968494
-0.611267 1.920575 2.701622
-1.480543 2.245942 0.760618
-1.128532 3.706781 1.634641
-0.077236 0.48968 2.532784
-1.596779 1.872495 3.176635
0.045443 2.446514 3.403735
-0.834541 -0.320688 1.526375
-0.088726 -0.019452 3.502382
0.979683 0.550638 2.231385
-1.384071 -1.519602 1.753933
-0.978183 0.135956 0.547897
-2.175082 -2.342845 0.780385
-1.27689 -1.948134 2.753305
-2.563407 -1.663214 -0.527854
-3.082302 -2.687503 1.293525
-1.618884 -3.270214 0.572361
-3.669482 -0.623267 -0.370735
-2.902692 -2.431065 -1.232188
-1.679376 -1.206199 -0.991274
-4.041876 0.079999 -1.672705
-3.380944 0.12607 0.376831
-4.555527 -1.126377 ©.033833
-2.953641 0.997554 -2.213774
-4.950282 0.66765 -1.505131
-4.303995 -0.670585 -2.42866
-2.693672 1.77052 -1.482637
-3.28129 1.505857 -3.124053
-2.038144 0.450912 -2.464336
.636045 -2.256957 0.97131
.322162 -1.730516 1.530054
.491966 -3.174354 1.39061
.004883 -3.111775 -0.330425
.722833 -1.751572 1.019005
.881771 -1.027293 -0.732702
.560439 -1.208278 -1.576974
.636438 -0.764586 0.444881
.143624 0.044494 0.342711

PWWNOWRNER

conf_10

T T T OONOR

1

0.883991 -3.065278 0.558892
0.357875 -1.655799 0.385924
0.518458 -3.698509 -0.25023
0.550422 -3.496256 1.505609
1.976238 -3.085462 0.513927
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-1.948896 -2.339221 -0.42637
-3.460224 -2.095228 -0.351919
-1.746182 -3.399997 -0.2506
-1.585023 -2.109252 -1.434719
-3.878636 -0.62588 -0.35521
-3.86578 -2.582064 0.54405
-3.925143 -2.616876 -1.194716
-3.400811 0.171709 -1.564996
-3.523891 -0.147159 0.566883
-4.971258 -0.572296 -0.297911
-3.649231 1.677235 -1.456044
-3.901365 -0.208563 -2.462712
-2.331876 -0.005797 -1.736925
-2.979854 2.349377 -0.257295
-4.728472 1.858568 -1.398077
-3.311622 2.159193 -2.38092
-1.451668 2.285584 -0.257429
-3.359663 1.901659 0.669096
-3.292541 3.397887 -0.216357
-0.875192 2.427999 1.142897
-1.050526 3.067654 -0.911642
-1.111261 1.337283 -0.693751
0.61697 2.372443 1.269066
-1.322889 1.664406 1.798778
-1.208175 3.378696 1.581965
.508593 2.331977 0.270536
.002022 2.46226 2.288181
.99086 2.468484 0.447565
.149098 2.296582 -0.759045
.834627 1.648397 -0.524659
.267161 2.240043 1.484749
.238551 3.528284 0.302488
.652226 0.143498 -0.398688
.889739 1.89598 -0.368137
.602132 1.951999 -1.552934
.569266 -0.665284 -1.305961
.608663 -0.11194 -0.63723
.834932 -0.154419 0.647787
.338424 -2.164931 -1.206453
.610693 -0.433531 -1.056352
.425407 -0.336957 -2.341872
.496192 -2.525247 -0.183345
.022659 -2.719554 -1.852409
.319538 -2.431649 -1.509921
.974915 -0.772704 1.43916
.901675 0.24178 1.204635
.967264 -0.976959 1.559353
.658499 -1.239924 -0.578692
.471714 -0.951158 2.316501
-1.150458 -1.501214 ©.555084
-1.388973 -0.44193 0.387878
-1.390828 -1.817924 1.920555
-2.33136 -1.767666 2.108416

OO FRPROOWUPNDPMUPMNWNPAWPANWWWWENERLR
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conf_11

1

-1.194675 -2.671986 -1.345831
-0.544258 -1.356147 -0.975134
-1.090261 -3.379615 -0.522551
-0.729326 -3.10849 -2.232443
-2.266471 -2.544353 -1.523677
.462536 -2.365043 0.23147
.985386 -2.346812 0.411273
.143977 -3.380943 -0.02094
.969589 -2.101824 1.174762
.608639 -0.958469 0.551477
.455783 -2.869261 -0.431323
.226788 -2.951731 1.291247
.101827 -0.149406 1.742058
.451476 -0.391321 -0.37581
.695319 -1.07005 0.631467
.53668 1.317196 1.729177
.458478 -0.618926 2.665663
.007629 -0.202155 1.798957
.028491 2.1276 0.535784
.631371 1.366726 1.745347
.199717 1.792859 2.657463
.508518 2.222062 0.44855
.417811 1.697995 -0.395981
.450057 3.137259 0.585944
.02236 2.74211 -0.895598
.1299 2.861069 1.255005
.069392 1.233574 0.631075
-0.460077 2.701183 -1.1186
1.522052 2.188199 -1.706263
1.356971 3.778156 -1.038441
-1.379055 2.276183 -0.241551
-0.80762 3.114595 -2.068357

P RPRRPRWWRWPAPWUWNWWPAWWWWWORNER
WERERNEPERELRDN

-2.860505 2.332417 -0.446424
-1.040914 1.91778 0©.729677
-3.584297 0.992015 -0.280464
-3.082564 2.757712 -1.431013
-3.274599 3.033928 0.289999
-3.410346 0.330321 1.080076
-3.264435 0.291046 -1.067381
-4.652117 1.151179 -0.465466

-4.122315 -1.011594 1.188941
-3.783961 1.007083 1.858854
-2.344459 0.186689 1.306608
-3.916599 -1.686564 2.536312
-3.770417 -1.675593 0.386682
-5.193386 -0.866965 1.005858
-2.854912 -1.874883 2.730153
-4.438512 -2.645018 2.587949
-4.292543 -1.061319 3.351429
-0.798459 -0.347781 -2.068127

Z I I T ITITONODIINIINIINININIINIINDIINIINIINDIINIINIIONONOIIINONIRE



-0.732933 0.626245 -1.698589
-1.725434 -0.459894 -2.477516
-0.989514 -0.940791 -0.067878
-0.084339 -0.503084 -2.791687
0.975057 -1.397924 -0.830089
1.300952 -0.385398 -0.55491
1.446326 -1.690396 -2.140608
2.405844 -1.735694 -2.140728

T OINIII =T

conf_12

-2.104768
-1.515851
-2.690919
-2.761481
-1.319155
-3.559913

-3.536078
-2.195946
-3.431874
-3.919937
-4.269357
-0.816928

-0.704043
-0.317519
-1.617779
0.079905

-0.908928
-0.963427

-4.501959 0.328625 -0.576016
-4.152162 -1.712172 -1.17631
-3.023188 -0.563546 -1.885151
-3.813098 1.606384 -0.098674
-5.198089 -0.01812 0.198688
-5.132047 0.550707 -1.443435
-2.88459 2.247302 -1.125725
-3.25878 1.400334 0.826482
-4.582751 2.330784 0.189429
-2.0524 3.408939 -0.579179
-3.48422 2.606206 -1.969952
-2.213161 1.491955 -1.552081
-1.140087 3.049339 0.59446
.724071 4.215294 -0.263572
-1.448576 3.821801 -1.395553
-0.121533 1.957273 0.281932
-1.750115 2.737769 1.451435
-0.614792 3.951292 0.926324
0.51487 1.366542 1.530266
0.65352 2.350943 -0.386286
-0.610594 1.153255 -0.281189
1.379683 0.16215 1.32226
-0.271585 1.111525 2.257138
.115205 2.129326 2.04422
.688083 -0.40602 0.149298
.830146 -0.256069 2.225274
.619524 -1.564606 -0.029782
.298192 0.035953 -0.768952
.885371 -1.180706 -0.805979
.114065 -2.36849 -0.586705
.901687 -1.97293 0.948915
.755182 -0.164314 -0.080825
.599895 -0.788382 -1.790486
.464507 -2.091074 -0.996691
.027843 0.181341 -0.842766

NI ITNIITNCINDINIINIINODIINIINIIONODIINIINIIONOIIINNIERE
1
N
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conf_

1

Q.
Q.
Q.

INIINIINCIINIINIINDIINIINIIONOIIINONIERE
P RPRRPWWRUWWWARPRANRPWNRNNRERRRERO

081332 -
.884709 -
.227625 -
.530174 -
.963916 -
.088334 -
.757697 -

13

3.23509

1.796631 -1.115762

2.38993
1.13448
0.22018
1.63934
1.03492

.020743 -0.556156 0.910827
.181181 0.753412 0.100387
.893648 1.198405 -0.114751
.76033 0.566628 -1.834626
.603922 -0.735387 -1.018691
.353442 2.137408 0.043351
.799524 1.429238 -0.680586
.202509 0.824638 0.866622
-0.619178 -2.37047 0.881873
0.054024 -1.573443 0.95794
-0.

2 0.835624

1.710434
5 0.10417
8 0.330072
7 1.311549
3 1.641978

096969 -1.751855 3.171176
178199 -0.822378 1.978182
991128 -2.375098 3.21363

326704
000383
384905
740087
574531
536 -2
685472
413888
734285
776995
861362
785066
846793
75001 -
611055
85241 ©
856157
080806

-0.770062 -2.41205 3.097005
.047107 -1.19113 4.108987
.38266 -2.466142 0.466135
.866023 -2.613238 -0.978099
.096654 -3.440328 0.87528
.21091 -2.106168 1.085859
.413394 -1.
.052058 -3.
.642898 -3.
.626854 -0.
.618512 -0.
.691473 -1.
.002592 0.
.47535 -1.
.46413 -0.
.440792 1.
.677735 0.
.091775 0.
.919814 1.
.836735 2.
.816337 1.
.367254 2.
.519591 @.
.555918 2.
-0.125888 2.986598 0.660843
1.780259 3.849272 0.420919
1.73303 2.61725 1.639992
-0.991529 2.42866 -0.196298
-0.521947 3.666594 1.417815

-1.599944
-1.604918
-0.998154
-0.877583
-1.67188
.638495
-1.306082
-1.037656
0.208281
-0.394238
-2.339555
-1.315741
-0.367035
0.707075
0.624951
.629781
-0.12287
-1.374926
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-2.463498
-0.598743
-3.368403
-2.677202
-2.724345
-3.075779
-4.408078
-3.318083
-3.988519
-2.032301
.16493
-3.718906
-5.033471
-3.873496
-3.907161
-4.350166
-2.673788
-1.040242
-0.900545
-1.311412
H 1.043746
H -1.804035
C 0.195092
H 0.242907
0 -1.07185
H -1.204707

I T Z I I ITIITIINDIINDIITNIITONOION
1
w

conf_14

.239127
.971208
.086055
.476405
.381077
.419996
.482063
.763116
.297849
.080214
.766915
.388814
.752549
.2275 -0
.89473 -
.163414
.66578 -
.063285
.862626
.902882
.996964
.726595
.05143 -

INDIINIITIONODIINIINIIONOIIINONIERE
NONMNMNWRWPAPWPANWWUDNPWLWWPARWORNORLPER

.708169 -0.240586
.792404 -0.988903
.477495 -0.117135
.190591 -1.203578
.439045 0.531678
.372596 -1.124144
.800954 -0.234866
.07806 0.907541
-0.837919 -0.983783
0.037288 -1.035395
0.782693 -2.138356
-1.904911 -2.033689
-0.514544 -1.052208
-1.269731 0.019856
-1.523768 -3.041528
-2.78435 -1.88783
-2.238614 -2.012328
0.061543 1.951731
0.906466 1.354404
0.373065 2.883967
-0.159095 2.049468
-0.496663 1.54679
-1.525823 0.624044
-0.745564 -0.148545
-2.167914 0.545767
-2.541314 -0.329124

PR OWWRREN

.660489 -0.560904
.179197 -0.398851
.811809 -1.231073
.125994 0.398355
.171147 -1.007975
.475139 -0.341518
.597699 0.330863
.514275 -0.344804
1.176812 -1.389343
-0.860158 0.551059
1.043394 1.292758
0.642662 -0.281126
-1.627659 -0.726191
.904641 1.241294
1.370793 1.076356
-3.019304 -0.487252
1.726459 -1.323948
-1.046218 -1.3507
-3.036418 0.317056
-3.638278 0.033358
-3.50073 -1.457829
-2.239265 -0.317337
2.652112 1.327235

NOR P~APWDNDW
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-0
Q.
1.
-1
Q.

-0.
-1.
-2.

I OINIIIIZIIIIINIINIINIIONOINOINIINIION
1
I

conf

1

-0
-0
-0
-0
-1

ITINODIITINDIITONOIITITNDONR

WwWwphphwWWNRERE WN

544146 -4.074815 0.457558
.407719 -1.949499 0.653079
346013 -2.770466 -1.19766
11796 -1.287785 -0.697408
.459264 -0.993936 0.177019
009238 -1.563173 1.595751
903672 -2.885145 0.94448
539169 -0.452755 -1.045284
240928 -0.766902 0.902867
.591689 0.494796 -1.544109
.784239 -0.72826 -1.781724
.705092 0.866581 -0.570588
.033522 0.058635 -2.44991
.089897 1.403265 -1.915308
.746386 -0.230399 -0.371823
.210805 1.764835 -0.941653
.283945 1.146841 0.407967
.793645 0.123399 0.675233
.260018 -1.17386 -0.096995
.241284 -0.419375 -1.332834
.852013 -0.956596 0.840558
.273103 1.071356 0.40093
.296787 0.302507 1.638072
.388971 -1.129225 -0.097125
.589345 -0.680285 1.598081
.403585 -1.907724 1.144678
.267662 1.982775 0.436222
.662255 1.025382 0.286584
.994835 2.661841 0.214379

.767967 1.70634 -1.36331
.012011 2.089802 1.41949
.061367 1.393952 0.328207
.741264 0.342821 0.348942
.040856 1.90726 1.654852
.717486 1.477449 2.183922

15

.745935 -2.808605 1.345251
.174763 -1.503513 0.830606
.066005 -3.248251 2.075753
.884071 -3.525859 0.532957
.702711 -2.647732 1.850395

.247533 -2.288814 0.763734
.570863 -2.287695 -0.013092
.975394 -3.318155 1.015545
.372549 -1.754134 1.712519
.910589 -0.959632 -0.688747
.554457 -3.081921 -0.769452
.36829 -2.570079 0.68141
.894191 0.249806 0.24096
.203853 -0.774418 -1.511784
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-0
1.
1.

-1.
-1.
-2.

1.
1.
0.
1.

I OIrIrNIIrrIrZ2I I IIITINIINIINIINININIINIINIINIINIIONI
1
w

ref_

1

3.
4.
3.
3.
4.

N ITITITONOHRKR

.836018
.227374
.456376

.887792 -1.046134 -1.174618
.852461 1.587538 -0.500063
.760053 0.215622 0.911655
.022289 0.187205 0.90115
.12406 2.687304 0.270292
.369615 1.448635 -1.475761
.86959 1.920818 -0.727612
.624087 2
.259318 3
.593169 2.813896 1.252907

2

3

1

.456918 0.471357
.641027 -0.252762

.37585 -0.830226
.284529 1.069487
.553175 1.07393
.659105 2.396106 -0.704382
141968 1.499448 -1.420825
111724 3.229162 -1.464921
371614 2.343416 0.428256
202456 2.554533 -1.637778

851515 2.563338 0.536539
.84459 2.219381 1.376163
.659562 1.30774 0.891386
.233362 2.987906 -0.398203
.011591 3.324322 1.307869
.051602 0.489845 -0.335076
.569746 1.592197 1.428001
.089092 0.69296 1.605234

.599357 -0.894955 -0.009852
.203401 0.411338 -1.033527
.808423 1.044219 -0.901432
.927819 -1.721493 -1.243403
.491903 -0.784704 0.615903
.895114 -1.452047 0.635002
.676628 -1.217332 -1.86033
.3255 -2.702991 -0.975958
.044399 -1.87995 -1.872766
.169421 -0.863964 -0.098839
.034021 0.163091 -0.189959
.135144 -1.011697 0.204751
.011847 -0.797016 1.648405
.041869 -1.304095 -1.019496
105938 -1.633504 0.00994
407691 -0.615098 -0.273604
708271 -2.337803 -1.160691
463336 -2.459576 -1.741721

o1

954391 -2.236955 -0.601179
43302 -3.08112 -1.103577
118394 -1.92437 -1.235437
54287 -2.613263 0.343302
949388 -1.11114 -0.349211
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I rrNHNIITIrT=2ITO0OITNINIITNCIINIINIINCIINIINIINCIINININIINIINIINIIT

.352221
.803696
.370072
.178493
.941682
.312465
.525353
.752629
.698949
.489613
.354788
.582299
.794601
.386541
.198084
.700506
.268031
.11501
-1.830995
-1.401294
-2.542051
-2.573695
-3.215745
-1.855216
-3.394864
-2.806991
-4.264346
-3.844863
-4.755025
-3.096008
-4.081383
-4.779008
-4.577429
-2.806773
-2.274918
-3.088593
-1.878512
-2.065984
-2.138331
-0.369607
0.155377
0.239905
1.319639
0.024918
-0.227942
-0.173602
0.313919
-1.177292
0.024964
-0.057379
0.519553
0.229757
-1.11616

OO FRPFPFNWNWNWWU MU WUV

[ |
,rOoOOo

-0.752761 -1.304184
-1.510546 0.20656
0.065873 0.430215
0.74849 0.716009
-0.303084 1.373552
.857391 -0.327935
.175548 -0.678174
.281368 -1.238721
.97901 0.510351
.702247 0.74944
.58788 1.476509
.702386 -0.173344
.075234 -1.177562
.970794 0.36437
.636723 1.386854
3.759592 -0.305744
4.350542 -1.11852
4.474507 0.414668
.894787 -0.87266
.233784 -1.640773
.533098 -1.407062
.056049 0.163304
.697015 0.777119
.625766 0.876819
.929326 -0.460166
.468847 -1.271162
.343802 -0.98105
-0.147627 0.528536
0.179853 1.039352
-0.248779 1.327064
-1.511948 -0.118732
-1.396099 -0.955573
-2.175422 0.598139
-2.189041 -0.626646
-1.517758 -1.309714
-3.031816 -1.263809
-2.698998 0.491522
-3.766842 0.640421
-2.239709 1.451309
-2.526298 0.272948
-3.244773 0.916342
-1.169693 0.637488
-1.27225 0.500807
-2.703688 -1.079556
-3.574269 -1.396011
-0.168025 -0.402966
0.74308 -0.305244
0.027443 -0.360199
-0.576803 -1.322092
-0.661725 2.028528
0.23935 2.247147
-1.421383 2.758824
-0.438547 2.175974

MNNWNREPENRPRPERPOO

P OORMNMNNWNN
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conf_00

NITOINIIITIZIIIIINIINCIININCONODIIIINIINIINIINOIINOIIIONONIERE

1

-0.022275 1.485691 2.296157
-0.364165 2.102362 0.959188
0.192152 2.282444 3.011907
0.856942 0.839966 2.243335
-0.859267 0.905943 2.690537

2.145625 2.49603 0.424959
2.448549 2.396609 1.473679
2.794729 3.277852 0.011361
4.121135 -0.461274 -1.207363
3.074519 -1.574557 -1.185428
5.105627 -0.879268 -0.970841
4.193277 -0.081476 -2.233281
2.856195 -2.242987 0.167676
3.373409 -2.343276 -1.907147
2.122867 -1.182743 -1.568894
1.76977 -3.318956 0.137157
2.622682 -1.495376 0.938248
3.798237 -2.700867 0.489858
0.335866 -2.808019 -0.021871
1.824521 -3.918181 1.053435
1.989523 -4.008797 -0.685366
-0.312441 -3.654363 -0.2727
0.271839 -2.125789 -0.88143
-2.485156 -1.799701 ©.158984
-3.943717 -1.463598 0.207337
-2.131675 -2.255469 -0.767217
-4.479491 -0.814428 -1.070148
-4.155525 -0.844676 1.086339
-4.495657 -2.399132 0.365453
-3.779561 0.479552 -1.472807
-5.550187 -0.621847 -0.941953
-4.397015 -1.531677 -1.894651
-3.88127 1.588615 -0.433217
-4.206188 0.835132 -2.415817
-2.728101 0.251541 -1.704873
-4.927066 1.84936 -0.248405
-3.379285 2.504885 -0.762731
-3.462761 1.293972 0.536954
-0.670103 1.049132 -0.070468
-1.025738 1.510141 -0.910814
-1.34404 0.328939 0.250215

.289036 2.679491 1.037907

0.185587 0.557544 -0.33904
0.712568 3.025525 0.380811
0.66915 3.945387 0.97877
0.260756 3.279909 -0.942092
0.795632 3.963344 -1.352846

-1.632532 -1.669468 1.182437
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-2
-0
-0

.022645 -1.256581 2.115981
.207318 -2.137299 1.232546
.124814 -2.840108 2.073121

.442264 -1.30064 1.530076
.402631 1.19362 -0.323291
.089083 1.301477 -1.369964
.810984 0.378929 0.119416
.84764 0.71462 -0.265972
.085223 0.439065 0.768524
.521056 1.540672 -0.520072

conf_01

Z I I T ITITNIINIININCNDIIIINIINIINDIINONDIINIIIONNEE

1

-1
-0
-1
-1
-2

NOFRPRORFR WWRERNPAMNWNMREPWNOOO®

.812356 2.865717 0.050464
.56141 3.025993 -0.780814
.808156 3.599742 0.859238
.882214 1.870639 0.495223
.710274 3.043912 -0.546694

.918499 1.705328 0.859358
.751368 0.798858 0.265838
.138937 1.728344 1.629493
.227532 -0.934298 1.803671
.139431 -1.181632 0.606931
.176445 -1.053465 1.513382
.408062 -1.71264 2.554196
.120274 -2.620331 0.089692
.169813 -0.943936 0.901148
.901066 -0.482227 -0.203406
.789784 -3.183579 -0.416817
.468814 -3.266892 0.903942
.867143 -2.72053 -0.707339
.334716 -2.733219 -1.806862
.996309 -3.016813 0.32131
.901741 -4.271707 -0.464549
.577531 -3.437448 -2.168829
.180483 -2.811391 -2.499945
.714502 -0.907506 -1.541212
.953647 -0.780889 -0.709903

.863005 -0.865494 -2.62375
.762919 -0.918975 0.793675

.666462 -1.534999 -1.065909

.444536 0.179607 -0.934114
.035474 -0.663079 1.596953
.981981 -0.225216 1.134355
.386245 -1.924716 1.018667
.154342 -1.658194 1.32071
.391428 0.356714 1.39825
.783104 -0.69225 2.662202
.52098 -1.593593 0.292256
.00783 -1.47843 1.978576
.816983 -2.685688 1.490851
.510236 1.994657 -1.877122
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0.
-1
-0
-0

444862 2.017975 -2.259989

.177586 2.199332 -2.619304
.564164 3.987954 -1.300675
.706044 1.024741 -1.539181

0.766912 2.930608 -0.027727
0.847788 3.840379 0.582311

1.729009 2.960968 -1.075837
2.617597 2.932487 -0.712615

-0
-0

.474785 -1.124353 -1.08451
.33363 -1.222574 -0.0103

.739766 -1.321876 -1.934947
.506447 -0.582812 -1.666956
.483107 -1.147578 -2.987046

.282275 1.627762 1.536887
.454531 2.547297 2.109421
.076326 1.577266 0.780559
.428138 0.426503 2.469371
.720483 0.530107 3.300473
.42799 0.460821 2.915944

WERPRNWNMNMNNOERO

conf_02

NI ITNINCONODIIIINIINIINDIINONODIINIIIONOONIEER

1

-0.91011 3.458113 0.010609
-0.492356 2.005447 0.106401
-0.53884 3.893207 -0.917542
-0.511749 4.039989 0.84485
-2.000151 3.55147 -0.006701

ORRLPNOWNRPRMPMNUUTWNRARPMNWERERPR

.854141 2.362249 -0.830046
.627163 3.426616 -0.939404
.5667 1.874045 -1.768774
.562229 -0.258178 -1.304499
.057741 -1.647401 -0.902661
.053286 0.051477 -2.234361
.489388 -0.304382 -1.536877
.205202 -2.325098 0.16974
.092308 -1.56055 -0.551559
.093062 -2.293408 -1.787269
.910344 -2.924324 -0.373656
.984076 -1.608952 0.97247
.782015 -3.124152 0.64768
.912659 -3.30561 0.718484
.15864 -3.812379 -0.964232
.440955 -2.229039 -1.081946
.44587 -3.807933 1.533212
.186216 -4.028962 0.334148

.200477 -1.516375 0.574276
.243049 -1.142951 -0.430629
.566251 -1.794958 1.565798
.051941 0.105658 -0.068335
.93216 -1.99124 -0.518439

.785083 -1.015803 -1.418295
.259355 0.346236 -0.973041
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-3.396931 0.987362 -0.134754
-4.391561 0.034584 0.974577

-4.923056 0.39308 -2.016151
-5.673491 1.333904 -0.743436

-6.703818 -0.767289 0.206548
-1.125842 1.388174 1.326648
-1.204615 0.354738 1.205613
-2.06526 1.748848 1.491472
-0.857892 1.434259 -0.750783
-0.521142 1.613769 2.127214
1.008229 1.765123 0.278993
1.168738 0.676191 0.293279
1.295041 2.292547 1.568654
2.231659 2.198194 1.760105
-0.885625 -1.599457 0.334453
-0.537287 -1.36039 -0.672919
0.14369 -2.107584 1.295954
-0.34403 -2.389226 2.234775
.867785 -1.316529 1.543562
.358375 2.205067 -0.590925
.670756 2.901459 0.197632
.877925 2.547077 -1.491905
.832489 0.797204 -0.237701
.39264 0.476058 0.717473
.911571 0.837789 -0.052357

I T NIIONODIINCINIOINIIIIZIIIIINII

PAPwwwwwaoe

conf_03

11

C -0.031933 -1.221469 2.340735

C 0.358327 -1.89174 1.044001

H -0.220894 -1.985799 3.097743

H -0.937912 -0.619802 2.238061

H ©0.771733 -0.582284 2.713912

C -2.128146 -2.454196 0.490819
-2.44504 -2.320346 1.531861
-2.718895 -3.30143 0.120052
-4.321664 0.305718 -1.217987
-3.365873 1.497963 -1.188384
-5.337855 0.637441 -0.978505

-4.362929 -0.072603 -2.246012

-3.196909 2.164952 0.176682

I T OHDITITNIITNOIINONIIT
1
w

.714629 2.246855 -1.90744
-2.389997 1.173436 -1.571223
-1.935919 3.022202 0.286734
-3.170896 1.408501 0.973107
-4.079452 2.777753 0.386731
-0.664977 2.183055 0.353129
-1.990505 3.645444 1.186119
-1.876972 3.712669 -0.563734

-6.356221 -0.699459 -0.829348

-6.024541 -1.694911 -1.137093
-7.218132 -0.443581 -1.449779
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-0
-0
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-0
-0
-0
-0
-0
1.
1.
Q.
Q.
Q.

.605812 1.565224 -0.555868
.747228 1.503934 1.214965

.885923 1.979851 -0.065233
.169396 1.279057 0.255984
.85511 2.488397 -1.031505
.748656 0.482454 -0.914869
.050455 0.653656 1.148954
.902559 2.047214 0.534095
.881292 -0.680014 -1.386466
.736802 0.10312 -0.632441
.915039 1.167603 -1.753749
.763642 -1.805702 -0.366129
.299539 -1.086332 -2.312452
.889919 -0.29193 -1.66588
.743261 -2.25045 -0.170852
.1106 -2.612108 -0.71672
.391565 -1.453912 0.604264
.648802 -0.877884 -0.026878
.840641 -1.389334 -0.895002
.436318 -0.253014 0.192198
.300643 -2.431323 1.164641

.160812 -0.274325 -0.191466
.664901 -2.8901 0.486982
.574976 -3.782222 1.120825
.175414 -3.172103 -0.818063
.686058 -3.876249 -1.224729
836206 2.124179 0.749311
87549 1.660103 1.739498
635252 2.976067 0.465218
797033 3.550157 -0.452927
529903 3.709064 1.275259
.47062 -1.213222 -0.323844
.14877 -1.347446 -1.364506
.931201 -0.343772 0.073538
.950035 -0.847565 -0.280369
.217168 -0.597951 0.75361
.553201 -1.724878 -0.53965

conf_o4

I TONODIITINIITITONONR

1

0.892945 -2.204287 2.826765
0.918319 -1.616677 1.431737
0.972059 -3.288122 2.7546

-0.04632 -1.972254 3.340141
1.728933 -1.840175 3.431735

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

.169014 -1.588866 -0.885033
823967 -1.799458 -1.300318
.289007 -0.498289 -0.881284
.32416 -0.744642 -1.400148
.057088 0.109605 -0.166566
.408209 -0.849287 -1.517973
.979821 -0.207677 -2.294363
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-3.599454 1.52744 -0.287496
-1.976886 0.160557 0.005694
-3.485001 -0.378714 0.720015
-3.211103 2.445086 0.872109
-4.69138 1.496258 -0.36591
-3.251113 1.960124 -1.233364
-1.71397 2.478291 1.176737
-3.74369 2.139268 1.779763
-3.551789 3.462506 0.650072
-1.425443 1.497372 1.586327
-1.522179 3.195978 1.982123

.556893 2.350411 -0.632594
.039595 2.489522 -0.455991
.220283 1.965164 -1.598807
.860448 1.35277 -1.059168
.278959 2.614229 0.607916
.343931 3.427101 -0.939036

.546364 -0.013649 -0.469404
.924514 1.571759 -0.921843
.695421 1.320127 -2.14336
.421384 -1.129984 -1.018616
.494069 -0.251267 -0.682118
.657032 0.034825 0.625499
.319364 -1.206914 -2.104911
.161359 -2.1027 -0.591038
.476073 -0.943613 -0.798642
.824138 -0.119958 1.548383
.99005 0.413749 0.676457
.511454 0.22243 2.221337
.87495 -1.818194 0.943156
-0.098826 0.166377 1.888469
-0.215517 -2.129432 0.540345
-1.170888 -1.841997 1.013761
-0.057678 -3.526494 0.581888
-0.716167 -3.936769 0.016022
0.631969 2.779529 0.234764
0.970446 3.219182 1.177186
-0.841365 2.823684 -0.028435
-1.075891 2.177496 -0.881325
-1.103803 3.841643 -0.348844
-1.221021 -2.212028 -1.808939
-0.954772 -3.264086 -1.973045
-1.11854 -1.746117 -2.794954
-2.691104 -2.136843 -1.382526
-2.838359 -2.592184 -0.392869
-3.247047 -2.77626 -2.075309

RPRPROOUUMNPWNPWPAWWWWEREWR

conf 05

.624406 -1.559671 1.481627
.242743 -2.052921 1.838103
.204077 -2.385751 1.063547

w kRN
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-2.594857 -0.758464 0.740714
-3.15921 -1.201264 2.36487
-0.354281 -1.818532 -0.560432
0.01663 -0.821573 -0.292929
-1.363883 -1.682619 -0.963588

1.255867 -0.097615 -2.496947
2.442251 -0.091724 -1.542206
0.443045 0.497807 -2.058493
1.522931 0.422006 -3.42356
2.953284 1.304277 -1.193136
3.26311 -0.686969 -1.961587
2.156661 -0.60423 -0.615896
3.695613 1.353399 0.141279
2.120892 2.018291 -1.183584
3.620964 1.657751 -1.985493
2.85539 1.077791 1.391796
4.161868 2.338661 0.258197
4.52163 0.632422 0.113745
3.539423 1.046807 2.245793
2.411636 0.073374 1.33691
-0.742688 2.128461 1.6223
-2.087896 2.111806 0.962119
-0.737927 2.427193 2.673678
-2.103107 1.727372 -0.508584
-2.525078 3.112505 1.081827
-2.767817 1.45792 1.528698
-3.505501 1.637473 -1.095003
-1.597408 0.762718 -0.650923

-1.51538 2.454246 -1.082357
-3.498363 1.220751 -2.557902
-4.006527 2.606376 -0.987063
-4.102509 0.925162 -0.50974
-2.942004 1.937382 -3.169589
-4.511435 1.157652 -2.961668
-3.027347 0.240122 -2.689235
-0.396443 -0.947385 2.419038
0.572564 -1.296392 2.430373
-0.681234 -0.71814 3.370325
-1.296284 -2.802098 2.632812
-0.407757 -0.056275 1.876825
-0.436535 -2.673175 0.694742
-0.910284 -3.636041 0.461259
.837945 -2.889989 1.288946
.432798 -3.306603 0.660645
.439546 1.916208 1.028759
.452425 1.665265 -0.030017
.768087 2.120473 1.693386
.610269 2.20021 2.775146
.146249 3.10478 1.383012
.5388 -2.415709 -1.642774
.1162 -3.369061 -1.980241
.5286 -2.646545 -1.228427
.738325 -1.494138 -2.847162
-0.205499 -1.400376 -3.396636

OFRPROONRFRPRRFRPROORO®
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1.440321 -1.981804 -3.531976

conf_06

NITOINIIIIZ2IIIIINIINIININCNDIIIINIINIINCIINODIINIIINNER

1

-0.385172 1.414591 1.825418
-0.661106 1.855964 0.406141
-0.4534 2.278222 2.490556
0.610416 0.980363 1.941243
-1.125692 0.684815 2.159035
.762863 2.756884 0.128453
.934268 2.878981 1.204271
.290295 3.594855 -0.344525
.330496 -0.128994 -0.316867
.904112 -1.055932 0.830057
.418491 -0.163325 -0.423089
.930227 -0.494903 -1.271122
.59318 -2.488097 0.39889
.030655 -0.640755 1.35063
.696197 -1.073897 1.585164
.327783 -2.646433 -0.443358
.506054 -3.122943 1.288451
.444488 -2.881211 -0.168534
.024887 -2.358351 0.295242
.285417 -3.673723 -0.823217
.386612 -2.008715 -1.336089
.018374 -1.323909 0.669675
.967453 -2.980618 1.196777
-2.624865 -1.915854 -0.57791
-3.993786 -1.810299 0.019653
-2.564562 -1.775639 -1.66179
-4.843066 -0.661605 -0.5236
-3.921548 -1.769344 1.111716
-4.518005 -2.748398 -0.205862
-4.300485 0.735975 -0.243339
-5.848302 -0.7423 -0.095837
-4.964796 -0.789797 -1.605644
-4.156553 1.054749 1.238376
-4.9672 1.469711 -0.707584
-3.337204 0.862482 -0.760366
-5.113717 0.932128 1.753493
-3.834928 2.087548 1.403253
-3.44015 0.39354 1.736873
-0.620544 0.689537 -0.540701
-0.765197 1.055194 -1.487675
-1.319818 -0.046034 -0.322469
-1.683895 2.23137 0.324124
0.299454 0.243975 -0.526019
0.272612 2.941896 -0.144231
-0.050081 3.879332 0.32715
-0.032288 2.968237 -1.533438
0.412878 3.703028 -1.962024
-1.520753 -2.301838 0.073546

OFRP NMNNEFEPFPAWNMNPAPWWWUITWRANRPR
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-1.592068 -2.493011 1.146251
-0.204734 -2.62481 -0.57199
-0.119085 -2.109089 -1.539435
-0.206253 -3.69313 -0.826973
.368983 1.441792 -0.342302
.14965 1.282837 -1.406437
.913641 0.612055 0.215579
.873009 1.315843 -0.126242
.129767 1.653481 0.885918
.399252 1.981281 -0.818668

I T ODIITNOIITNI

AR WRNMN

conf_07

1

0.751651 -1.907789 2.180416
0.688361 -2.270818 0.715346
0.364039 -2.734849 2.779227
0.156498 -1.018589 2.403463
1.780943 -1.724978 2.498382
-1.805384 -1.673123 0.524221
-1.486627 -0.651701 0.280781
-1.97226 -1.701781 1.606895
-3.922203 0.444045 0.145648
-3.384323 0.916909 -1.20287
-3.215346 0.684915 0.945521
-4.826398 1.015809 0.381884
-2.944538 2.382755 -1.247291
-4.163607 0.750914 -1.956118
-2.535908 0.293966 -1.520735
-1.508831 2.65672 -0.796826
-3.635776 2.992644 -0.651606
-3.039794 2.744101 -2.276251
-1.225413 2.42827 0.684456
.269148 3.701571 -1.031072
-0.82713 2.051221 -1.411594
-1.301309 1.362876 0.934175
-2.000634 2.930087 1.274898
.231656 1.570815 1.257775
.492573 0.943864 0.74514
.097502 1.521528 2.339672
.732622 1.016424 -0.758907
.54406 -0.096705 1.104056
.336906 1.42402 1.257236
.878033 0.123682 -1.231151
.933538 2.057219 -1.031244
.822666 0.749302 -1.318909
.54595 -1.363047 -1.194141
.767272 0.31823 -0.621192
.14633 ©.39912 -2.255277
.31236 -1.714131 -0.179818
.386584 -1.972039 -1.533928
.705691 -1.597598 -1.861583
.1933 -1.135523 -0.139732

WINNNMNMNMNOONEPROO®
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0.741264 -1.239086 -1.060195
2.204701 -1.188002 -0.276405
1.357849 -3.106166 0.494247
0.999821 -0.198132 0.252934
-0.694008 -2.650644 0.175581
-0.931654 -3.644238 0.577504
-0.472534 -2.736838 -1.22807
-1.288162 -2.973705 -1.676958
1.313545 2.236087 0.547513
1.445931 2.34444 -0.529081
0.138994 2.937035 1.154171
0.214962 4.005841 0.913911
0.200975 2.859797 2.244618
-3.114402 -1.972853 -0.199322
-3.410508 -3.011839 -0.008402
-2.964707 -1.883192 -1.282953
-4.261321 -1.04466 0.204028
-4.584848 -1.294056 1.221086
-5.116681 -1.25548 -0.447209

I ITONDIINIINDINIOINIIIIT

conf_08

1

-1.638199 -2.404782 -1.375492
-1.335691 -2.463631 0.103862

-1.327817 -3.338942 -1.848623
-1.108381 -1.585014 -1.86625

-2.709693 -2.288151 -1.555883

1.171218 -1.976578 -0.306494
0.960237 -0.902046 -0.258222
1.099383 -2.268952 -1.360557
3.656342 -0.293352 -1.111327
3.784564 0.644888 0.081588
2.728145 -0.058641 -1.652364
4.46292 -0.086485 -1.823733
3.720056 2.130676 -0.305459
4.725078 0.441955 0.607663
2.996555 0.420882 0.807915
3.021362 3.023619 0.726266
3.20344 2.236383 -1.269573
4.735634 2.496259 -0.482433
1.509393 3.136628 0.52045
3.439548 4.03399 0.688131
3.232438 2.648755 1.73621
1.312017 3.683159 -0.409684
1.069651 3.731747 1.328966

-1.306765 1.4563 -0.859601
-2.786666 1.449609 -1.093448
-0.696173 1.109188 -1.696241
-3.662816 1.792572 0.107607
-3.06045 0.461455 -1.493269
-3.015892 2.136041 -1.918756
-5.101673 1.303662 -0.038812

NI ITNINCONODIIIINIINIINDIINONODIINIIIONOONIEER
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Q.
Q.
Q.
1.
-0
-1

.645079 2.874517 0.270459
.24327 1.356447 1.02709

.237157 -0.205061 0.126588
.497486 1.606521 -1.01479

.727497 1.798476 0.709643

.655249 -0.757312 -0.621907
.272786 -0.533871 0.015362
.917397 -0.516376 1.131095

.727671 -1.178757 0.780284
.349129 -1.215972 1.735304
.742248 -1.061858 0.810551
.949548 -3.227507 0.589221

.339326 -0.32552 0.322442
123189 -2.754764 0.47499
275884 -3.828513 0.298679
166631 -2.487373 1.871381
035419 -2.696921 2.222903
.670152 1.850436 0.250284
1

.246213 2.258157 1.08151

.808883 1.779968 0.435287
.239786 1.212934 -0.395621
.024713 1.217545 1.355432
.589356 -2.253391 0.191195
.711911 -3.334646 0.339652
.735729 -1.784757 1.172411
.687381 -1.779049 -0.762566
.622433 -2.363432 -1.688212
.657615 -2.025716 -0.317065

conf_09

I T ONHODITITNOIITNOIITONONODIINIITITONONEER
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1

-1
Q.
-0
-1
-2

.196234 3.110497 -0.201968
052163 2.72808 -0.960618
.987063 3.986916 0.415528
.542972 2.309437 0.454267
.008279 3.377817 -0.882783

.126726 1.438505 0.980487
.917938 0.460772 0.529064
.235635 1.712069 1.555225
.614306 -0.477331 0.651261
.784891 -1.596316 1.268386
.646069 -0.820353 0.513347
.240605 -0.271158 -0.358598
.776326 -2.899073 0.469138
.751524 -1.254827 1.4024
.152678 -1.806171 2.279859
.444539 -2.764688 -1.019526
.068806 -3.58814 0.944123
.756456 -3.38186 0.551361
.214088 -1.927295 -1.360851
.317304 -3.769717 -1.437393
.301818 -2.33303 -1.548279
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C
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H
H
H
C
H
0
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C
H
C
H
H
C
H
H
C
H
H

1.074665 -1.943497 -2.449552
1.409661 -0.88015 -1.093632

.021996 -0.763521 -0.418485
.251191 -0.062027 -0.911254
.791762 -0.674496 0.644549
.537615 -0.571029 -0.249101
.328644 -0.188796 -1.997678
.182277 1.018169 -0.715451
.621416 -0.294736 1.247052
.630522 -1.647681 -0.433438
.390487 -0.09707 -0.748581
.949423 -0.734467 1.845526
.476447 0.77994 1.423365
.804468 -0.806367 1.769856
.787385 -0.21328 1.372794
.992057 -0.528782 2.91781
.107109 -1.808302 1.706832
-0.

171826 1.495449 -1.80027

0.755826 1.194712 -2.130684

-0.

770132 1.687939 -2.602598

0.314366 3.507761 -1.681172

-0.

600095 0.699612 -1.28231

1.307283 2.468815 -0.123245
1.592934 3.435122 0.315047

2.258601 2.074939 -1.103999
3.089433 1.842426 -0.680585

-1.257873 -1.569775
-1.514741 -1.688903
-0.086821 -2.364247
-0.265869 -3.423899
-0.004056 -2.284592

-1.165805
-2.221912
-0.686486
-0.909751
0.402065

2.281247 1.319152 1.979705
1.940971 0.649421 2.7755
2.428717 2.292792 2.46166
3.636922 0.813687 1.473565
4.267157 0.66121 2.35657
4.160241 1.601922 0.910371

ref 01
1
6.084246 -1.197153 -0.599602
5.808625 -1.893227 0.199782
7.167894 -1.25441 -0.723077
5.630377 -1.555233 -1.529838
5.639338 0.22025 -0.275988
5.950374 0.902158 -1.07564
6.137211 0.570117 0.635433
4.132496 0.339251 -0.083337
3.831457 -0.322135 0.744426
3.65458 -0.031552 -1.007737
3.65491 1.766588 0.189342
3.794111 2.375022 -0.710132

INDIINDIITOIIIONER
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4.307665 2.200064 0.957922
2.239625 1.880699 0.666479
2.032623 1.47609 1.661403
1.2561 2.511989 0.018756
1.478595 2.947502 -0.957594
-0.11993 2.763127 0.546717

-0.225097 3.844125 0.710681
-0.237208 2.29831 1.533804
-1.243173 2.313131 -0.38671
-1.217559 1.218213 -0.490785
-1.068333 2.71075 -1.394649
-2.618463 2.751977 0.102046
-2.641728 3.847502 0.125613
-2.751356 2.433488 1.143159
-3.784856 2.255203 -0.749983
-3.677941 2.647543 -1.768331
-4.711367 2.688093 -0.355711
-3.938099 0.736257 -0.816935
-3.056206 0.30301 -1.307155
-4.782614 0.495473 -1.473576
-4.161658 0.08044 0.54073
-5.061577 0.506888 0.998452
-3.341726 0.339906 1.221713
.313041 -1.438349 0.493126
-5.221867 -1.700422 -0.05946
-4.457775 -1.813311 1.513008
-3.132944 -2.173873 -0.143605

-3.122421 -1.956412 -1.219115
-3.290824 -3.255009 -0.04155
-1.789362 -1.794296 0.469785
-1.838985 -1.925031 1.556827
-1.601039 -0.728292 0.290648
-0.630556 -2.62308 -0.061489
-0.727007 -3.658271 0.291924
0.754432 -2.133682 0.372915
1.480371 -2.884693 0.049781
-0.546992 -2.604191 -1.481456
-1.369601 -2.9151 -1.867732
.072282 -0.920969 -0.460022
.080701 -0.750073 -0.521927
.674534 -0.047823 -0.094771
.68757 -1.09569 -1.399431
.917377 -1.831494 1.844133
.949872 -1.564886 2.08166
.663161 -2.71787 2.429421
.263805 -1.016405 2.16607

I I T NI IIZ2ZITOININDIINIINIINIINIIONDIIONOIINIINIINIONIONTITIT
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conf_00

11
C 0.973274 -1.502244 1.558534
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0.715739 -1.857734 0.111802
0.851271 -2.391803 2.180228
0.280482 -0.739578 1.922725
1.994145 -1.138264 1.695976

-0.
.467973
.395964
.385047
.382601
.516706
.531084
.124595
.364025
.593629
.773607
.569903
.571973
.685067
.360331
.824418
.663574
.725234
.48718 -
.103428

OrRrRPROOUVIVIOCWPARuIUIhAA,DWPADNWDN

.809719
.189677
.695412
.760318
.329383
.322585
.261515
.706164
.085021
.224097
.622071
.563298
.069215
.108753
.036611
.796581
.073036
.692011
.964641
.726875
.897711
.478875
.877525
324214

-1.694095 0.400193

-2.150947 -0.060579

-0.629628 0.170797
-1.779343 1.491319
-1.311627 0.528867
-3.201893 0.223293

-2.108712 -1.155856
-0.063566 -0.273334

-1.04455 1.564311
-1.937963 0.593053
0.993712 -0.480671
0.409684 0.219998

-0.384313 -1.257306

.633629 0.805624
.785142 -1.1167
.564924 -1.064568
.734145 0.591219
.872705 1.478794
.058244 1.342603
.257187 0.052342
.252784 1.540652
.48767 -0.095074
.776642 -0.928059
.503315 0.749654
2.059814 0.020929
1.248552 -0.501201
2.11692 1.108998
0.437665 0.279872
1.231948 -1.588509
-1.003468 -0.206366
0.458617 1.345747
0.924722 0.200314
-1.776405 0.559512
-0.999125 -1.276001
-1.529768 -0.115081
-1.298667 0.455903
-2.801592 0.193262
-1.821122 1.627862
-0.635254 -0.752992
-0.915797 -1.724835
-0.132425 -0.647048
2.536452 -0.261365
0.051584 -0.508834

P RPWWMNMNNMNONORER

-0.648432 -2.48195 -0.189829
-0.640676 -3.499611 0.222746

-0.674796 -2.530683 -1.610013

-1.46874 -2.977084 -1.913274
0.281897 3.388292 -0.105145
0.482288 3.82682 0.880102
-0.180106 4.18427 -0.698643
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C 1.606316
H 2.184759
H 1.436782

conf_01

1
2.296905
1.701243
2.099712
1.865759
3.379922
-0.693193
-2.156666
-0.588811
-0.36225
-3.045172
-2.207386
-2.565322
-3.216141
-2.637038
-4.033505
-3.980095
-2.235557
-3.75746
-4.273061
-4.929487
-3.433068
-3.035847
.776227
-4.987879
-2.462797
-2.271437
-3.280738
-2.979053
-2.676127
.305042
.092895
.756339
.555545
.634434
.427595
.714746
.885888
.893005
.338745
.048726
.30087 -
.499668
.01726 -
.913092
.255425
.865987

I rZI I I I IONIINnINnINNHnhIIIINIIONOIIONOIINOIINIINIIONOIIIONR
1
I

NRPRROCOOPPDPUVTWWPARRWERNER

3.006936 -0.762949
.929431 -0.903556
2.61714 -1.775502

w

.399587 -0.84074
.469299 0.545592
.336461 -1.36656
.584626 -1.426981
.264246 -0.802914
2.052283 -0.354075
2.469604 -0.21531
0.971199 -0.207938
2.272803 -1.375396
.979884 -1.357819
.565872 -0.184552
.110891 0.738292
.466164 -1.45572
.361576 -2.301677
.440397 -1.248373
-0.149477 -0.287327
-0.013555 -1.568339
0.242518 -2.382375
-1.639753 -0.460662
0.387427 -0.172695
0.011808 0.651087
-2.532176 -0.390305
-1.787906 -1.423237
-1.959508 0.306732
-2.673486 1.022962
-2.141357 -1.072771
-3.527736 -0.774275
-3.488679 1.539356
-1.770365 1.609772
-1.858183 0.68537
-1.672905 -0.380579
-2.253307 1.598827
-1.975255 -0.437216
-1.323154 -1.309432
-0.774022 -0.803711
-2.756448 -1.192232
-2.400291 0.517298
-1.142932 -0.975861
-0.006823 -0.020106
-0.316461 -1.726155
1.582876 -0.061029
-0.269473 -1.22653
1.87517 -1.778633
1.178963 1.294714
1.19245 2.087938
1.10571 1.648298

NEFE WNDN

NNODNWER
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2.218943 3.221057 1.147672
1.742354 0.316867 0.737781
0.20662 2.802909 0.613552
0.128594 3.87907 0.4059
-0.124494 2.551828 1.974577
.047892 2.761237 2.136249
-0.957703 -2.920245 1.051271
-0.689883 -3.710183 0.339852
-0.650517 -3.275462 2.041338
-0.17403 -1.648814 0.713994
-0.439728 -0.892888 1.470246
-0.504571 -1.256831 -0.25455

I ITINIITNIOINIIT
1
=

conf_02

1
1.221561 3.782087 0.871392
0.979237 2.287871 0.933102
0.42749 4.308654 1.401956
1.230405 4.136171 -0.162268
2.166316 4.0518 1.35201
-1.54329 2.534045 0.631862
-2.812102 1.709454 0.415449
-1.592919 3.482616 0.084825
-1.47002 2.789156 1.695781
-2.985485 1.150677 -0.99302
-3.678084 2.333393 0.661084
-2.821949 0.885565 1.137181
-4.29099 0.385253 -1.201829
-2.154575 0.471099 -1.237372
-2.951799 1.976441 -1.718299
-4.479137 -0.874533 -0.354882
-4.359281 0.105614 -2.259574
-5.129861 1.066153 -1.01478
.416434 -1.96459 -0.542896
-5.459468 -1.28605 -0.613932
-4.548608 -0.613179 0.708443
-2.255909 -1.905861 0.446081
-3.029409 -1.931079 -1.570869
-3.890319 -2.947129 -0.441036
-1.240973 -3.025307 0.256136
-2.658038 -1.952891 1.467566
-1.751942 -0.935408 0.369018
-0.775313 -2.93693 -0.734032
-1.769663 -3.985164 0.245583
.449041 -1.494528 0.235981
.765938 -1.673063 0.071829
.859581 -1.187573 -0.632294
.517528 -1.530673 -1.217328
.344242 -2.032134 0.926424
.967769 -1.079324 -1.053746
.976352 -0.864732 -1.903208
.519826 -2.513366 -1.706853

I T OHODININCOIIIINIINIINIINIINIINDIINOIIINNER
1
w

WNDPWWONER



5.128297 0.307311 -0.448945
5.456437 -1.105862 -2.032096
5.498172 -1.80851 -0.430854
4.637992 1.067004 -1.071426
6.180594 0.589845 -0.373534
4.717204 0.346002 0.568034
2.123614 1.583941 0.257599
2.101314 0.548358 0.385077
3.034215 1.924244 0.563845
0.95504 1.933236 1.96651
2.019079 1.753006 -0.750363

-0.274907 1.809739 0.201496
-0.389796 0.735979 0.411039
0.040797 1.984422 -1.175274
-0.729236 1.777403 -1.711926
-0.168656 -3.087187 1.341117
0.494798 -3.936544 1.146116
-0.64759 -3.282187 2.307652
0.695704 -1.825235 1.487445
1.404758 -1.975464 2.308254
0.049236 -0.987309 1.781852

conf_03

I T ITITNDIINCIINDIINIINIINIINOIITIITNOANER

NWERERNMNMPAEPEPRANWPA,WWEREWWNNNDNDN

1

-2.582064 2.493654 0.72094
-1.783391 2.790602 -0.526819
-2.46712 3.316296 1.430177
-2.248013 1.575503 1.209419
-3.647932 2.402507 0.497207
0.448416 2.082012 0.578223
1.929658 2.432465 0.711018
0.331414 1.060124 0.199692
-0.009883 2.111169 1.573474
.648878 1.667214 1.820534
.017818 3.506445 0.9211
.448313 2.255936 -0.240245
.780218 0.160471 1.611534
.130391 1.858768 2.767991
.652323 2.092523 1.934884
.642012 -0.229757 0.413262
.785124 -0.296589 1.536676
.227692 -0.267386 2.516302
.992663 -1.717113 0.3648
.572563 0.349702 0.453322
.148318 0.064245 -0.523055
.810665 -2.632068 0.051547
.431671 -2.002464 1.327939
.776424 -1.879846 -0.3844
.358511 -2.576545 -1.414663
.974363 -2.379712 ©.715329
.073432 -3.663773 0.304682
.838896 -3.385059 -1.973426

NEFRPONWLER
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H 2.709058 -1.646757 -1.881889

I TN IINIOINIIIIZITIIIINIINOIONOIONON

OO OOOORrRrO®

-0.
.224412 3.08103 -1.645492
.165135 3.274694 -1.634078
.845051 -2.661766 -1.58898
.443795 -3.486621 -0.988428
.590862 -2.881344 -2.631881
.172684 -1.352974 -1.168961
.526834 -0.565811 -1.853071
.516735 -1.074809 -0.167054

.319189 -1.408418 -1.176016
.096629 -1.20762 -0.104211
.796216 -1.673695 -2.123111
.587083 -1.330247 -0.082468
.606193 -0.992033 0.847183
.082975 -2.477827 0.807628
.956217 -1.475911 -1.104024
.032081 -0.396251 0.29328
.74514 -2.305002 2.281348
.664627 -3.418646 0.433933
.168596 -2.552673 0.688153
.66636 -2.322728 2.462317
.182871 -3.109662 2.876283
.13797 -1.359254 2.670386
.897411 1.664836 -1.520163
.153038 1.812926 -2.21613
.802986 1.666822 -1.987175
.193568 3.660936 -1.046432
.77212 0.716478 -1.099036
.290161 3.062369 -0.318953
221533 4.067172 0.120212

conf_o4

NOITIITITNONONRKR

H
H

H
H

1

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

-3.
-1.
-2.
-4.
-3.
-2.
-3.
-5.
-5.
-2.
-3.
-4,
-2.

831574 -2.715341 -1.419629
.257502 -1.853894 -0.819722
368636 -3.458526 -2.06761
387181 -3.252259 -0.643745
530241 -2.122992 -2.014702
.397487 -1.846691 0.620873
363331 -1.229825 -0.385696
979485 -1.076152 1.28417
953444 -2.50437 1.301093
387734 -0.293082 0.254888
886699 -2.029677 -0.916541
81297 -0.684895 -1.161566
785388 0.879227 1.030188
038214 -0.867698 0.924205
036905 0.093909 -0.538112
783138 1.695227 0.227196
303731 0.518323 1.948931
595971 1.532613 1.369824
10133 2.798624 1.023273
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I T NHDIINIOINIIIIZITIIIIINIINIONOINCODIIIINIINIITIT

-3.27405 2.123 -0.656986
-2.016183 1.020035 -0.179824
-1.026385 3.548533 0.241879
-1.65015 2.3654 1.928155
-2.856426 3.507852 1.378802
0.094508 2.649494 -0.2666
-0.595011 4.325296 0.883252
-1.480108 4.072632 -0.608094
-0.286868 1.987401 -1.057777
.428427 2.007101 0.565691
.844156 1.414212 -0.549653
.179609 0.174677 -0.92853
.006917 1.707202 0.48879
.813894 -0.873535 -0.06201
.067721 -0.08409 -1.984033
.873672 -0.574151 1.429233
.83271 -1.046047 -0.434973
.309646 -1.837568 -0.22382
.461795 -1.726776 2.229364
.867456 -0.336504 1.809053
.466952 0.330758 1.598277
.872284 -2.642017 2.109659
.501335 -1.492516 3.295458
.481161 -1.949937 1.902328
.361417 -0.8059 0.065279
-0.318691 -0.093161 0.341215
1.159407 -0.30395 -0.385646
-0.785663 -1.306044 -1.603855
0.736735 -1.229078 0.917287
-1.260151 -2.664872 0.012837
-0.68476 -3.130834 0.835246
-1.719824 -3.654119 -0.87279
-2.369771 -4.205242 -0.429743

ouUuphpwWpPANPWPAPAPWWWWWNO

1.299616 3.403298 -0.808595
1.765875 3.970644 0.006049
0.967395 4.143843 -1.543607
2.340497 2.492662 -1.457598
3.198924 3.105132 -1.762469
1.943514 2.049953 -2.379195
conf_05

1

1.929201 2.748757 -1.056766
1.506138 2.620819 0.387648
1.553172 3.691817 -1.459879
1.529764 1.938342 -1.672106
3.016594 2.761216 -1.155277

N ITITONODODIITITNONRKR

-0.928336 2.049023 -0.296642
-2.398221 2.31181 0.029751
-0.719933 0.972991 -0.285481
-0.729522 2.404801 -1.314064
-3.357334 1.872843 -1.07635
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Q.
-0
-0

I TN ITTITNIOINIIIITZIITIIIINIINIOINOHODIIIINIINCIINIINIINITIDITIT

conf

11
C 1.

-0.

.533157 3.388548 0.196441
.673609 1.814004 0.968467
.410149 0.369298 -1.334306
.077498 2.392214 -2.001012
.363499 2.226383 -0.82437
.054385 -0.428557 -0.205257
.400407 -0.006877 -1.541075
.980163 0.194473 -2.254006
.094817 -1.934963 -0.460418
.078056 -0.062687 -0.062817
.536494 -0.230785 0.741954
.724775 -2.609823 -0.433815
.570473 -2.115401 -1.431456
.74142 -2.410463 0.286467
.117147 -2.697023 0.965758
.047754 -2.075338 -1.110681
.807508 -3.621304 -0.845869
.598119 -3.515931 1.510905
.346407 -1.787085 1.5356

.635796 -1.797266 0.65522

.497034 -1.865072 -0.365743
.021904 -1.960501 1.664742

.951167 -2.193877 -0.237901
.110706 -1.755817 -1.382533
.884674 -1.312043 -1.065953
.086292 -3.234382 -0.56077

.242467 -2.164554 0.819134
.825137 0.159892 -0.687788

.646051 -1.423867 -2.129912
.908042 -1.678949 -0.944792
.845473
.573067
.015189
.943205
.440727
.949974
.017226
.736089
.00492 2.778667 0.655502

.581762 -0.937095
.74571 -1.227437
.297491 0.385186
.303774 0.97422
.197858 1.866527
.279198 1.136866
.367328 1.002062
.470337 0.399869

OWRRRFROOO®

.198089 3.856541 0.586389
.138515 2.349442 2.00413
.047714 2.458568 2.293793
.605875 -2.899086 0.976026
.32528 -3.732742 0.321881
275941 -3.173116 1.98465
152696 -1.641804 0.536497
.200527 -0.813704 1.171482
.109829 -1.387608 -0.497132

06

00333 4.051894 -0.412991
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0.96684 2.548934 -0.233483
0.585298 4.538863 0.469031
0.414368 4.359229 -1.279978
2.029654 4.413105 -0.525735

-1.270167 2.537366 0.984421
-2.319752 1.565759 1.517826
-1.731844 3.464959 0.626746
-0.604352 2.817499 1.809636
-3.360377 1.106894 0.501194
-2.836351 2.033664 2.362278
-1.800481 0.69243 1.931049

-4.236285 -0.033058 1.021528
-2.870336 0.73956 -0.412754
-3.980921 1.960812 0.205241
-3.519368 -1.382922 1.02394
-5.139836 -0.109921 0.406772
-4.575969 0.214334 2.033707
-3.353244 -1.984863 -0.369137
-4.079046 -2.091202 1.644271
-2.540675 -1.279764 1.509802
-2.4338 -3.203128 -0.406062
-2.983171 -1.229589 -1.074429
-4.342871 -2.270691 -0.742891
-0.943626 -2.899383 -0.252496
-2.579617 -3.738107 -1.351928
-2.737501 -3.900121 0.383743
-0.408849 -3.850504 -0.142004
-0.766287 -2.350694 0.68143
1.81629 -1.298305 -0.364279
2.988379 -0.658911 -0.469475
1.300493 -1.264086 0.597347
3.684736 0.063524 0.643011
3.543853 -0.749311 -1.407873
4.96215 -0.656922 1.096571
3.00534 0.168421 1.498468
3.964953 1.07859 0.323725
4.691015 -2.020064 1.712694
5.478801 -0.017029 1.819156
5.638703 -0.759331 0.239872
4.035919 -1.935218 2.585936
5.620291 -2.490329 2.041908
4.210706 -2.696998 1.000592
1.592357 1.886335 -1.432665
1.834806 0.893655 -1.213145
2.434941 2.367208 -1.744706
1.554004 2.237237 0.633548
0.886565 1.902349 -2.180798
-0.434579 1.947795 -0.144265
-0.322447 0.864865 0.028365
-0.972743 2.158313 -1.444985
-1.893205 1.883633 -1.468218
-0.338497 -2.149084 -1.438108
-0.720366 -1.119985 -1.484199
-0.67262 -2.632727 -2.363082
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H
H

1.191661 -2.137629 -1.435176
1.57904 -1.831383 -2.413718
1.53622 -3.171642 -1.292902

conf_07

I rTrZIITITIrTITrTONODIINDININCOIIIINIINIINIINIINIINCIINOHOIIINDNER

-4.231393 -1.071489 -0.485085
-2.924789 -0.340157 -0.264625
-4.412303 -1.754215 0.34661
-4.201818 -1.662196 -1.403053
-5.075404 -0.377172 -0.525416
-1.684731 -2.241456 0.905245
-0.289788 -2.415577 1.500681
-2.087333 -3.191834 0.537385
-2.365556 -1.902142 1.694667
0.753435 -2.975685 0.53775
-0.348687 -3.067825 2.377757
.046269 -1.439748 1.876238
.184077 -2.761243 1.035868
.673514 -2.489292 -0.446091
.554461 -4.039656 0.369068
.722684 -1.366856 0.709758
.849383 -3.509189 0.591603
.211424 -2.934796 2.117553
.159262 -1.229684 -0.745572
.577499 -1.140076 1.356598
.959971 -0.613333 0.953628
.665193 0.156104 -1.137936
.340647 -1.523349 -1.415812
.959373 -1.955361 -0.932031
.632388 1.280508 -1.077708
.064702 0.104415 -2.157956
.512637 0.422875 -0.495747
.115444 2.209175 -1.403853
.330015 1.459199 -0.040593
-0.289201 2.721279 -0.994645
-0.364463 2.139878 0.208636
-0.838336 3.65358 -1.145031
-1.106189 2.684554 1.387948
0.221377 1.239343 0.385568
-0.173457 3.044643 2.551856
-1.827384 1.940857 1.759195
-1.68197 3.566535 1.087635
0.570598 1.85088 3.134127
-0.774931 3.516764 3.335195
0.540917 3.801652 2.210796
-0.125484 1.067887 3.455723
1.155538 2.145962 4.008068
1.268822 1.408104 2.41712
-2.681446 0.619458 -1.402024
-1.912369 1.283102 -1.153598
-3.515217 1.151558 -1.648624

NWRAPRPNMNMWNWRERWWNMNNMNNMNMNOONGOG
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C
H
H
C

H -0.159018 2.080164 -3.016597

H

.954475 0.264036 0.644656
.382458 0.05614 -2.207715
.687755 -1.230989 -0.238589
.816705 -0.572148 -0.109795
.646273 -1.795381 -1.543322
.892861 -2.386683 -1.619437

1.412228 1.034671 -1.963134
0.818248 0.197097 -1.571254
1.761945 0.706001 -2.948755
0.520683 2.255554 -2.168568

1.137735 3.101796 -2.498997

conf_08

I T OHODININCOIIIINIINIINIINIINIINDIINOIIINNER

WwWhRPRWERERNPR

1

2.24289 2.115397 -1.297831
1.865739 2.46206 0.123176
2.062855 2.979721 -1.940987
1.654008 1.27891 -1.681616
3.301478 1.859137 -1.376774

.655904 2.150967 -0.332193
.056849 2.71139 -0.090768
.600046 1.113689 0.016875
.471901 2.135041 -1.412309
.148428 1.920573 -0.809953
.080649 3.756392 -0.423332
.288729 2.716611 0.983866
.367895 0.526956 -0.234624
.890148 1.842852 -1.874386
.085744 2.485182 -0.767985
.298214 -0.338374 -1.074291
.759791 0.613373 0.787901
.403384 0.016841 -0.147327
.454002 -1.774562 -0.573816
.911542 -0.368909 -2.102251
.284634 0.136112 -1.136194
.12308 -2.526044 -0.43256
.109238 -2.305705 -1.270553
.978202 -1.777926 0.390388
.565822 -2.538349 0.993742
.392806 -2.083301 -1.123875
.239717 -3.563213 -0.76296
.106429 -3.294406 1.572569
.778185 -1.582839 1.489185

.238451 -1.821071 0.76928
.090138 -1.764487 -0.261569
.625697 -2.127996 1.74393
.543422 -2.110136 -0.204023
.693968 -1.506206 -1.247136
.475272 -1.005349 -0.702599
.705933 -2.997774 -0.830045
.818484 -2.402639 0.815715
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.929949 -1.
.392644 -0.
.147526 -0.
.287142 -1.
.579742 -0.
.052508 -2.
.059497 1.2
.505072 1.4
.038723 1.1
.534725 3.2
.764141 0.3
.43567 2.97
.414425 3.9
.307424 3.0

.56286 3.3

.066249 -2.
.797011 -3.
.795954 -3.
.234824 -1.
.524309 -0.
.495251 -1.

445526 -0.760038
128257 -0.042781
673551 -1.695684
76299 0.224056
639131 -1.108168
289848 -1.44423
80027 1.040573
75829 1.887274
68011 1.300029
29595 0.52156
67387 0.640117
234 0.332159
96223 -0.065357
01675 1.749149
2312 1.997872
812158 1.075978
6526 0.425439
110491 2.095252
584921 0.687188
76967 1.368773
262398 -0.327608

conf_09
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1

1.
Q.
Q.
1.
2.

062403 -3.
590506 -1.
421598 -3.
036063 -3.
079133 -3.

.875262 -2.
.215328 -2.
.585698 -3.
.980429 -2.
.701325 -0.
.152463 -2.
.965834 -2.
.994729 -0.
.974379 -0.
.613755 -0.

.376398 1.
.806986 -0
.133175 -0
.193333 2.
.04267 1.3
.968238 1
.560881 2
.514179 3
.433695 1
.188027 3.
.459181 1
.237032 2
.914229 3

289508 -0.72929
860005 -0.551711
809913 -1.441271
834658 0.217465
31921 -1.132298
533063 -0.487469
397014 0.243356
587851 -0.493959
222465 -1.533503
965581 0.459621
913712 1.209939
955696 -0.325694
213196 -0.834897
412835 1.066152
99479 1.065078
262402 -0.67953
.743301 -1.346542
.272254 -1.514191
228779 -0.579854
89428 0.183319

.547101 -1.554921
.395511 0.802456
.22116 -0.916276
.909634 -1.306541

061775 0.750456

.429063 1.309102
.985029 1.430458
.440034 1.741612
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-1.228737 3.936207 0.088609
.25821 1.875362 -0.609968

.487327 1.603523 -0.157509
.972896 1.492238 -1.595351
.548183 0.859576 -0.912007
.790835 2.034544 0.799064

.524835 0.072287 -0.040358
.125918 1.602579 -1.477407
.09152 0.208782 -1.670338

.899356 -1.08597 0.721127

.997773 0.757209 0.672469

.331715 -0.307981 -0.673597
.135266 -0.736113 1.426361
.642301 -1.628681 1.309684
.461824 -1.819446 0.026892
.577162 -1.138114 0.331324
.648493 -0.121134 0.151881
.526465 -1.504532 0.233565

.575204 -1.333531 -1.508885
.262336 -1.289934 1.300769
-0.768756 -1.705226 0.140133
-1.045336 -0.643009 0.091775
-0.510062 -2.055538 1.496613
-1.319835 -1.998943 2.010153
-0.099098 2.112414 0.263869
-0.415115 1.649078 -0.681321
-0.00237 1.298199 0.998731

1.261149 2.772338 0.054873

1.659699 3.137294 1.007541

1.121671 3.657085 -0.580472

RPONO®RR

RPONRPRRPMNUIDMNOCUDMNDUVUVIWRRLRWN

-
D
I—h
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INDIININDINDIINIINIIINE

1

5.899096 -1.329528 -0.733279
5.547546 -2.329719 -0.459718
6.965818 -1.280908 -0.503161
5.78929 -1.221678 -1.816814
5.128653 -0.249758 0.009764
5.516676 0.740938 -0.249916
5.274128 -0.362036 1.090663
3.628624 -0.281239 -0.300893
3.261595 -1.291282 -0.066761
3.476969 -0.126703 -1.376268
2.871517 0.749565 0.478897
2.82801 0.605649 1.561611
2.381121 1.889604 -0.023315
2.47523 2.063383 -1.098453
1.793407 3.007894 0.778846
2.556294 3.792146 0.868088
1.592826 2.661964 1.800116
0.532787 3.621489 0.170262
0.778018 4.09627 -0.787517
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0.176653 4.422649 0.826183
-0.574962 2.60241 -0.04303
-0.725669 2.052318 0.898214
-0.23423 1.876186 -0.796535

-1.898701 3.182132 -0.520588
-1.715733 3.782953 -1.418527
-2.291844 3.873237 0.235063
-2.938267 2.109755 -0.833939
-2.495651 1.3848 -1.532911
-3.777495 2.55952 -1.375354
-3.491554 1.391619 0.394667
-4.096002 2.101767 0.96915

-2.67753 1.101256 1.074233
-4.335436 0.165005 0.050957
-5.030619 0.431049 -0.75295
-4.958383 -0.109285 0.910061
-3.518209 -1.055172 -0.372802
-2.790036 -0.769994 -1.140799
-4.179925 -1.78388 -0.855837
-2.832866 -1.749904 0.802296
-3.609425 -2.02701 1.524309
-2.201092 -1.045005 1.362714
-2.058373 -3.025872 0.470253
-2.726837 -3.711972 -0.06614
-1.812312 -3.547824 1.402039
-0.767154 -2.94222 -0.339935
-0.345721 -3.956042 -0.378872
0.355372 -2.063191 0.221985
1.258709 -2.306907 -0.342952
-0.939234 -2.448698 -1.662518
-1.598015 -2.966399 -2.131483
0.06992 -0.637332 -0.149756
-0.702706 -0.246175 0.392079
-0.222031 -0.631904 -1.134007
0.895641 -0.017255 -0.020549
0.616524 -2.195318 1.704409
1.487919 -1.607867 2.002771
0.825602 -3.239823 1.945337
-0.240714 -1.879142 2.303986

14Z-1-DeoxySO

conf_00

I T ODIITITONORKR

1

-0.05805 -2.566949 -1.340882
0.298925 -2.29625 0.102658
0.001618 -3.640221 -1.534384
0.621689 -2.064908 -2.033324
-1.079216 -2.249254 -1.560659
2.845151 -2.533057 -0.421535
2.670259 -3.171782 -1.294715
3.746319 -2.94664 0.049992
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.117 1.198786 -0.462359
.931545 2.103361 -0.798244
.714086 1.018024 -1.363503
.776443 1.727178 0.234985
.338704 2.798248 0.425664
.161753 1.522021 -1.324829
.245366 2.868657 -1.515947
.973345 3.438263 0.189796
.048511 3.55944 0.766433
.250743 2.086828 1.259877
-0.136422 2.408072 0.033302
1.008165 4.085579 -0.694926
0.728413 4.089545 1.03628
-0.079637 1.728216 0.896868
0.038156 1.806677 -0.87249
-2.611312 0.8859 0.909048
-2.965787 -0.406771 0.845709
-2.351837 1.281956 1.892419
-3.482261 -1.147656 -0.349471
-2.986475 -0.962807 1.784505
-5.008457 -1.323175 -0.302445
-3.030197 -2.147074 -0.383883
-3.212521 -0.633367 -1.278992
-5.769698 -0.010684 -0.397625
-5.279643 -1.846455 0.621851
.300153 -1.983631 -1.125573
-5.530967 0.65334 0.43814
-6.848069 -0.184259 -0.382186
-5.533419 0.516726 -1.327571
0.192488 -0.835811 0.429523
0.682854 -0.698437 1.323548
-0.792956 -0.513576 0.531719
-0.428958 -2.770337 0.767299
0.652197 -0.244173 -0.263729
1.687599 -2.781131 0.541704
1.591719 -3.868811 0.659732
1.859688 -2.180357 1.819764
2.702617 -2.43663 2.20153
-2.609082 1.890653 -0.204307
-2.49128 1.396235 -1.175717
-3.598935 2.363859 -0.234796
-1.545721 2.974732 -0.033561
-1.749057 3.543588 0.881989
-1.620725 3.687765 -0.860814
3.722243 -0.150487 0.139272
4.607219 -0.619079 0.585915
3.022091 -5.1e-05 0.96999
3
2
3

NWOWNNDDDBAND
NWWNRNRPR

.149451 -1.112644 -0.899672
.271421 -0.673752 -1.394356
.884445 -1.202127 -1.707754

I TN IITNCIINCIINIOINIIIIZIIIIINIININIONONOIIIINIINIINIIOON
1
v

conf_01
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Q.
-1
Q.
Q.

-1.
-1.
-1.

I TN ITIrNITOINIIIITZIIIIINIITINCIONOINNDIIIINOIINIINIIONONOIINIIINNIE
1
N

C 2.

.924546 -3.116345 -0.756207
.364901 -2.333359 0.457819
.776362 -3.259877 -1.424598
.14189 -2.595569 -1.312431
.555771 -4.106989 -0.478828
.245935 -0.071959 -0.787599
.20145 0.030278 -0.467198
.228512 -0.556172 -1.770684
.709573 2.349433 -1.815419
.25231 2.867938 -0.455951
.228631 1.379392 -2.002367

336092 3.011253 -2.604237
.253816 2.727711 -0.27143
556595 3.914113 -0.328659
76377 2.313129 0.339369
772483 2.967358 1.144389
542296 1.718059 -0.592048
771559 3.404775 -0.959966
.102161 2.129471 2.237947
.852603 2.781761 1.150163
.655484 4.024574 1.407204
.6747 2.239791 3.165751
.107931 2.536368 2.45517
.993286 -1.550009 1.301082
.768996 -2.094777 ©.09576
.012894 -2.221162 2.161191
.771804 -1.391464 -1.226012
.656479 -3.179963 0.046339
.024434 -1.711857 -2.053585
.88965 -1.699382 -1.802658
.693089 -0.308388 -1.090696
.299782 -1.148654 -1.446586
.111466 -2.798904 -2.168058
.882646 -1.308054 -3.06128
474128 -1.540732 -0.440277
.169477 -1.404743 -2.055943
.255228 -0.056563 -1.379922

.212591 -2.104639 1.403522
.482164 -1.315951 2.010747
.038601 -2.924034 1.983671
.089894 -2.906441 1.041928
.308634 -1.875484 0.943911
.001838 -0.96734 0.182068
.004778 -1.16908 -0.217837
.107234 -0.396599 1.481191
.51407 0.471979 1.430477

.237816 -0.099673 1.592267
.729895 0.377238 0.741401
.929003 -0.015712 2.437517
.941211 0.644475 1.921273

.259714 0.532644 1.06729

.454353 0.158666 2.779066
220535 2.199052 -1.973217
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2.84795 1.

conf_02

1
-0.343929
-0.222535

-0.437459
.68121 1.

P RPNNEPEPRRPOUNPEPNWWUWEANNERE

.386962
.430823
.365469
-3.722958
-4.202772
-4.731551
-4.142728
-2.808166
-5.073537
-4.315827
-5.640866
-4.182592
-5.789396
-5.518616
-1.843914
-2.182461
-2.305303
-0.037574
-2.108691
0.17294 1.
-0.130737

I NI IIIZIIIIINIININDINNDIIIINODIINDIINIIONONOIINIIINNER
(I |
N WN

2.434399 1.793637 -2.968989
2.697508 3.184589 -1.938357
2.883547 1.309006 -0.920538
3.945141 1.193909 -1.1726

828257 0.04589

0.043273 3.590438 -1.554165

2.167453 -1.207996

1.120055 3.65244 -1.714294

4.279443 -0.749193
3.915706 -2.481526
739899 0.268957

.012055 2.780591 0.187251
.108408 1.196429 -0.581946
.261543 -
.892354 -
.351394 0.046116 0.574206
.919514 0.207914 -0.394549
.774008 -2.404854 -0.27852
.952811 -1.529353 1.508955
.644184 -1.909949 1.62562
.604528 -2.071949 -1.205648
.676785 -3.444868 0.054495
.706378 -2.357887 -0.853204
.233155 -2.246521 -0.56547
.666249 -2.703916 -2.09895
.701139 -1.04018 -1.570674
.195089 -1.704817 0.388132
.075952 -3.302772 -0.313122

0.046941 0.615214
1.496847 0.945462

-1.233163 -1.50933

-0.566759 -0.990545

-1.3707 -2.590962
-0.347066 0.463337

-0.231435 -1.684638

-1.366831 1.006337
0.657712 0.612281
-0.400768 1.06526
-1.121483 2.46708
-2.371932 0.876857
-1.330704 0.396086
-1.182903 3.100162
-1.86126 2.832409
-0.131918 2.610868
2.073672 -1.11551
1.085959 -1.18251
2.617408 -1.844015
1.47521 -1.99581
2.445152 -0.193815
666156 0.141219
0.612532 0.246079
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0 -0.531129 2.449868 1.096528
H -0.245549 2.221687 1.98454
C -1.270171 -1.881695 -0.756627
H -1.214537 -1.49447 0.267471
H -1.507976 -2.948844 -0.647799
C 0.089922 -1.754538 -1.440422
H 0.275662 -0.704226 -1.706737
H ©.076342 -2.300535 -2.391228
C 3.716438 0.976695 1.609977
H 4.012967 0.687437 2.624328
H 4.179946 1.953111 1.425454
C 2.195074 1.137594 1.574014
H 1.71767 0.162617 1.736799
H 1.896002 1.773793 2.416825
conf 03
1
-0.855225 -2.87261 2.111762
-0.903153 -1.522068 1.427698
0.171475 -3.108919 2.392828

I T TN IITNCINDINCNDIITIINODIINIINIIONOIINIIINNR

-1
-1

RPRNWRURMNUWDNWUDNDNRERER

1 1 1 1 1
AwpMpwnNn

.219176 -3.662995 1.451406
.446755 -2.870393 3.032076

.250678 -1.845261 0.118738
.351106 -2.882406 0.455953
.727974 -1.21116 0.874935
.189362 -0.779058 -0.304526
.182962 0.613009 -0.944194
.224654 -1.093188 -0.138133
.744359 -0.736065 0.696273
.221273 1.762567 0.062657
.304121 0.729076 -1.588736
.04121 0.699045 -1.618425
.961838 1.896204 0.919444
.386911 2.704309 -0.473672
.08742 1.634571 0.72234
.705114 2.240201 0.129519
.127805 2.664843 1.68276
.791572 0.964311 1.476032
.602291 1.557745 -0.723704
.80448 3.243534 -0.303309

.098162 2.130495 0.854445
.264074 1.772719 0.294039
.07475 2.25694 1.93834
.54462 1.65143 -1.173736
.114975 1.627418 0.960378
.807747 0.221544 -1.661582
.725846 2.08473 -1.753125
.429891 2.261286 -1.393783
.000129 -0.457594 -1.000512
.897602 -0.381091 -1.532764
.975894 0.255342 -2.742467
.898488 -0.532841 0.089052
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-5.151518 -1.466883 -1.392136
-5.920074 0.104624 -1.184449
-2.338175 -1.15299 1.165502
-2.44421 -0.138667 0.937499

-2.938467
-0.497145
-2.652705
-0.214667
-0.286414
-1.005729
-0.608833

-1
-0
-1

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

.366813
.740528
.694622
461264
424018
302061
370241

1.961262
2.074327
0.350757
0.064188
-0.30121
-0.765184
-1.637021

-0.823485 2.454132 0.1364
-0.775066 1.915653 -0.817398
-0.830582 3.519551 -0.131123

477431
.888261
.691824
.960312
.728346
.571169

conf_04

INDNODIITIINODIINIINIIONOIINIIINONR

-3.585308
-2.688572
-4.154997
-3.016675
-4.305396
-0.877249
-0.341025
-1.548255
.637033
.548169
.882773
.212495
.977405
.428834
.028135
.724998
.079364
.599081
.986732
.956718
.695154
.521612

WWPAWNWNWNWNNMNONLER

-1.
-1.

0
1
1.
0

848185
851333

.839477
.668308
.674671
.395879

.599922
.034795

459293

.194046

.430798 2.16181 0.956428
.360915 1.156569 1.395963
.484518 2.851481 1.807285

-1.131943
-2.147705
-0.715197
-1.220812
-1.625339
-1.944883

-0.11141
-1.245296
0.249188
0.727517

-0.153544 -0.440345
1.989644 0.322683
1.033337 0.27423
1.933721 1.18737
1.636612 1.988466
1.244373 0.830507
0.849897 2.126793
1.647991 2.920295
-0.215384 0.90308
1.89806 0.805589
1.414244 -0.119731

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

732916
827198
370927
557202
792575
229832

.113366
.027058 0.4939 -1.

-0.323626
1.066788
1.791869
-1.654739
-0.167856
-0.402276
-2.432736
962069

-0.166843 -2.793822 -1.201129
-0.91462 -2.925531 -0.095518
-0.656347 -2.966306 -2.162253
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-0.450227 -2.807953 1.322031
-1.959309 -3.208851 -0.22984
-1.210843 -1.762804 2.144608
0.618344 -2.584063 1.355471
.576187 -3.785859 1.805675
.678411 -2.096599 2.372552
.110012 -0.781532 1.65935
.71271 -1.660535 3.114086
.239729 -2.18292 1.436688
.169739 -1.33388 2.98286
.78079 -3.05007 2.898695

.872059 -0.120729 -1.768634

.097689 0.286394 -2.314773
.42336 -0.72576 -2.375726
.283289 1.357778 -2.10409

.460198 -0.734663 -1.044946

.710775 2.
.314966 3.
.911442 2.
.255675 2.

.290604 -2.

171244
084261
231103
92836
45868

.780598
.769912
.523223
.976119
.088542

INIINIINIINIOINIIIIZIIIIINIINION
OROORORRRR L

-2.679362
-3.09763

-0.991146
-0.365413
-0.791956

-0.935607
-0.846856
-2.111013
-2.03175
-1.271897
-0.321361
-2.022201
-1.640159
-0.92173
-2.630346

.93727 2.984368 1.825324
.278431 3.148754 2.685873
.676761 3.792055 1.851203
.121091 3.123575 0.538735

-0.415574 4.079826 0.557771
H ©.815873 3.175637 -0.309518

conf_05

1

0.787807
1.088541
-0.48293
.121704
.842849
.650606
.028527
.168532
.562713
.982186
.775868

INDIINIITONOIINIITITNONHR
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.320626
.753043
.556568
.758175
.823011
.368799
-0.608112
-1.633571
-0.340257
-1.075509
-2.833061

NORFR WND

0.332774 3.359409 1.906919
-0.172262 2.697053 0.644734

1.658923
2.41352
2.607445
-0.008121
0.494062
0.73234
0.101797
-0.630316
1.057967
0.371207
0.230297

.7146 -1.988784 -1.511905
.259791 -1.158751 -1.023422
.83569 -2.507534 1.392954
.682718 -3.293887 0.638252
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2.317602 -3.597154 -0.406715
0.484347 -1.921932 0.984468
2.33158 -1.818242 2.086149
1.657025 -3.42298 1.968468
0.646175 -1.011051 0.388977
-0.060352 -1.627866 1.895322

-1.795942 -1.121302 -1.000902
-2.649221 -0.087981 -0.973937

-1.051167 -1.13156 -1.797493
-3.797589 0.103153 -0.030984
-2.551348 0.659983 -1.760816

-5.142097 -0.254319 -0.675807

-3.848853 1.156164 0.285911
-3.671672 -0.500356 0.875825
-6.318032 -0.010427 0.256192

-5.112007 -1.305472 -0.982064

-5.263379 0.32903 -1.59546
-6.231788 -0.606527 1.170224

-7.262327 -0.277515 -0.223665

-6.382724 1.042637 0.548356
.763385 1.351558 0.966501
-1.105967 0.85807 0.10809
-1.552511 1.436034 1.606964
-0.99949 3.266078 0.212126
-0.076624 0.729419 1.398754
0.868216 2.498833 -0.455778
1.14373 3.503755 -0.805677
0.154596 1.805938 -1.464967
0.714718 1.689893 -2.236127

-1.791251 -2.323119 -0.107016

-2.316917 -2.118697 0.832939

-2.376036 -3.107631 -0.605592

-0.395293 -2.871724 0.180889
0.094855 -3.115557 -0.768697
-0.48944 -3.816493 0.727133
4.318431 0.663702 -0.694112
4.942159 1.329237 -0.086127
4.913782 0.414337 -1.579256
3.073445 1.42563 -1.152036

3.381743 2.351225 -1.652909
2.552182 0.82073 -1.904263

I T ONDIINIINCIINIOINIIIIZITIIIINIINININCNIIIINITIT
1
(O]

O NRFRFORO®

conf_06

1

-0.230666 3.786377 1.797759
-0.157117 2.71361 0.733427

0.124178 4.726045 1.375313

0.407645 3.542385 2.653515

-1.255959 3.936455 2.149196
1.354343 1.405396 -0.860462
0.696087 1.636709 -1.707235
0.988496 0.47164 -0.420028

I T ODIITITNOONOR
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Q.
1.
1.
1.
2.
-1
-2
-2
-0
Q.
-0

w w NN WN

.532073 -1.399015 -1.38838
.266761 -1.633953 -0.071474
.710845 -2.257533 -2.045541
.448784 -1.395806 -1.216096
.805187 -2.881601 0.695491
.163098 -0.758467 0.584817
.338278 -1.706571 -0.288592
.836117 -2.596025 1.844163
.675338 -3.387144 1.12418
.365574 -3.602669 -0.003923
.511044 -1.948067 1.448787
.344847 -1.947123 2.56804
.623172 -3.53014 2.377073
.724089 -1.034952 0.873635

.017627 -1.636218 2.362185
.591159 -1.046483 -0.699368
.350515 0.055502 -0.797459
.811718 -1.177587 -1.450983
.53793 0.418103 0.042108
.143934 0.729777 -1.630053
.86256 0.207901 -0.707834
.479042 1.479896 0.323949
.560612 -0.168606 0.968112
.138881 -1.251335 -1.03285
.849171 0.801817 -1.628937
.671643 0.613658 -0.092153
.365683 -1.671726 -1.682423
.096207 -1.360259 -1.547266
.182625 -1.857861 -0.122407
.635522 1.407679 1.309866
.927542 0.728429 0.567035
.450497 1.562319 1.904445

.83733 2.939151 -0.09337
085404 0.962072 1.881512
253296 2.51722 0.172018
916617 2.269703 1.023743
587244 3.778622 -0.348572
458678 3.736748 -0.749964

.740273 -2.183829 0.264496
.278956 -1.872578 1.16725
.384379 -2.933218 -0.21436
.415271 -2.84527 0.63845
089834 -3.173791 -0.277001
.620559 -3.753799 1.214159

.947515 -0.130855 -2.133611
.998206 -0.218204 -2.43138
.374508 -0.060404 -3.065726
.782323 1.167329 -1.34192
.455983 1.154672 -0.475673
.108786 2.000413 -1.975561

conf_07

Page 146 of 272



I TN ITIrNITOINIIIITZIIIIINIITINCIONOINNDIIIINOIINIINIIONONOIINIIINNIE

1

0.130959 3.566869 -1.57563
-0.294963 2.17677 -1.150383
1.194283 3.570567 -1.817009
-0.04085 4.294094 -0.778761
-0.402748 3.88496 -2.476112

OFRLPNMNMNNEPAPWNPPWWWUTWEANNERE

[ B |
N W N

.813776 1.700465 0.188174
.184764 2.720156 0.040525
.150553 1.10589 -0.66913
.334566 -0.187452 0.416731
.928062 -1.606299 0.827538
.421589 -0.145996 0.2951
.931674 0.047418 -0.575206
.685391 -2.551329 -0.349044
.030067 -1.576145 1.455203
.707655 -2.02828 1.469964
.469142 -2.199008 -1.206375
.567066 -3.573142 0.030267
.576312 -2.567803 -0.987621
.140072 -2.286695 -0.466772
.440332 -2.865434 -2.075973
.584641 -1.186864 -1.617979
.194173 -1.712278 0.466663
.953793 -3.325257 -0.165543

.488247 -1.132357 -1.190259
.461025 -0.405685 -0.616846
.548109 -1.295678 -2.266882
.620955 -0.136952 0.852474
.261837 -0.048958 -1.264464
.48265 -1.194773 1.558369
.095191 0.84308 0.996576
.643642 -0.095396 1.347824
.900656 -1.284423 1.015579
.508607 -0.955605 2.626621
.98605 -2.167274 1.468422
.414086 -0.31971 1.085198
.488174 -2.010404 1.581943
.914926 -1.599209 -0.031893
.786552 2.159767 -0.944701
.173774 1.187798 -0.951374
.27545 2.701113 -1.656847
.08139 1.444741 -1.932851
.964674 2.573654 -0.020304

0.298373 1.69532 0.174456
-0.044268 0.661487 0.339482
-0.295288 2.542915 1.149927

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

050899 2.335388 2.021295
.351785 -1.811657 -0.497186
.207488 -1.397683 0.507951
.630165 -2.862332 -0.336512
.039199 -1.770285 -1.277431
173768 -0.738923 -1.592904
.14432 -2.345322 -2.205138

C 3.907894 0.894308 1.407791
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H 4.265675 0.62818 2.408632
H 4.397639 1.841614 1.152766
C 2.396267 1.122662 1.475328
H 1.890756 0.177106 1.710548
H 2.18816 1.801895 2.311943

-0.65991 -3.204135 -1.637298
-0.879024 -2.332826 -0.420463
-0.389294 -4.213757 -1.321382
0.144147 -2.82732 -2.275131

-1.571267 -3.283042 -2.235879

1.613975 -1.867794 -0.025742
1.526185 -0.864902 -0.465216
1.874669 -2.555551 -0.838375
4.141944 -0.177103 -0.362996
3.846659 1.035502 0.514734
3.445127 -0.208584 -1.209641
5.132215 -0.053177 -0.814639
3.60088 2.31726 -0.278337
4.688856 1.187533 1.198991
2.980374 0.841634 1.15871
2.27021 2.359756 -1.02953
4.420147 2.460163 -0.992524
3.640455 3.175674 0.402384
1.046072 2.363434 -0.119931
2.205077 1.519847 -1.735944
2.247911 3.263268 -1.649733
1.151144 3.171603 0.616016
1.007918 1.435055 0.464038
-1.786495 1.603376 0.94101
-2.963413 0.980398 1.100268
-0.973302 1.299108 1.598578
-4.248306 1.282789 0.388199
-3.021796 0.21585 1.877076
-5.182708 0.082764 0.251796
-4.052911 1.712676 -0.601144

-4.770258 2.067572 0.951532
-4.604194 -1.055011 -0.577113
-6.119883 0.41871 -0.201359
-5.443452 -0.291444 1.248363
-4.294206 -0.699401 -1.569536
-5.336246 -1.849982 -0.736325
-3.746943 -1.51278 -0.069136
-1.193165 -0.926089 -0.845527
-1.429328 -0.309447 -0.035014
-2.002681 -0.905441 -1.467656
-1.765007 -2.659098 0.130389
-0.403627 -0.497896 -1.332274
0.278292 -2.283145 0.572753
0.367401 -3.297757 0.986564
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I T NHDIITINIITNDIITNITITO

-0.1703 -

0.467062

1.381658 1.571009
-1.352397 2.288729

-1.495673 2.74195 0.013143
-2.366335 2.964371 -0.609173

-1.33458

3.636664 0.630302

-0.261512 2.560947 -0.876736
-0.170806 3.446774 -1.515005
-0.422232 1.727108 -1.579786

4.105344
4.396017
4.857764
2.749944
2.815875
2.527864

(o)
o
S

I-h
(]
Vo)

I T TN IITNCINDINCNDIITIINODIINIINIIONOIINIIINNR

NWEFRWRAWWNWNNMNNMNMNMNREREOO®BR

1

-1.512615 0.376443
-2.313241 -0.314049
-1.510868 1.17283
-1.862279 0.992387
-2.850979 1.46244
-1.150271 1.797064

-0.278424 -2.903445 0.400265
-0.671112 -2.052184 -0.785158

-0.53745

-3.945318 0.199555

-0.792841 -2.601537 1.315386

0.797669

-2.858869 0.577791

-3
-3
-4

-3.

.165824 -1.998772
.108707 -2.935654
.163319 -2.007386
130499 1.67491 1.
.66321 2.086517 1.

-0.042639
0.523002
-0.500878
370133
490308

-3.507912 1.366254 2.351866
-3.709135 2.562118 1.091526
-1.157036 2.911095 0.308885
-1.022906 1.204491 1.663945
-1.538764 2.687092 2.398111

0.273639

3.423061 0.478719

-1.830247 3.768021 0.196006
-1.250475 2.353167 -0.633776

.380081
.407873
.407875
.201083
.323207
.581746
.980138
.101972
.688432
.809186
.067284
.716934
.732859

.481577
.939107

.31029 -
.98892 -

2.439073 0.100411
3.73644 1.520115
4.328431 -0.123485
1.460256 0.569849
2.790269 0.534727
-0.034141 -1.680605
-0.835655 -0.681719
-0.50796 -2.539967
-0.426558 0.569593
-1.906486 -0.803214
-1.020832 1.839074
0.662266 0.647017
-0.761306 0.505343
2.514604 2.002828
0.804941 1.853718
-0.49639 2.705616
-3.098876 1.154372
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4.
-0
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O WWWPAPRWWWWNRWORNLPR

-0
-0

827029 -2.899832 2.904226
38052 -2.723304 2.088198
.29289 -0.615391 -0.576077
737446 -0.479222 -0.642047
.625191 -0.24994 0.318097
.096845 -2.350215 -1.667333
.749672 -0.070016 -1.316946
.150275 -2.105231 -1.178649
.292448 -3.084787 -1.654494
.266852 -1.081159 -2.15938

.156198 -1.062173 -2.520805
.790901 1.446044 -1.802246
.656337 1.761368 -1.211983
.041738 1.656392 -2.846774
.582161 2.304861 -1.406559
.675206 1.92634 -1.899855
.730205 3.310019 -1.815904

.397188 0.556648 0.363931

.453045 0.566562 0.071423

.842237 0.746202 -0.561131
.076342 -0.824641 0.932026
.100181 -0.818701 1.438912
.782705 -1.022641 1.745764

.863556 -0.346929 -1.631993
.617509 0.162091 -0.939265
.400665 -1.027543 -0.970348
.61457 -0.888185 -2.547476
.546769 0.473372 -1.870913
.013973 -2.043307 0.182916
.807337 -2.571619 -0.355893
.462673 -1.63469 1.097796

.232768 -1.642919 1.166206
.006754 -2.120826 -0.062102
.932664 -1.564751 2.007128
.864707 -0.620956 1.015172
.436255 -1.5911 -0.155291
.467149 -1.864531 -0.985809
.055449 -3.216464 -0.043392
.60113 -0.079279 -0.303609
.937862 -2.079114 -0.999435
.975727 -1.915212 0.742803
.063629 0.499774 -1.62102
.669527 0.14221 -0.225665
.140086 0.428815 0.552678
.042567 -0.291333 -2.379786
.757232 1.256485 -2.003945
.319491 3.048533 -0.565538

.4434 2.987162 0.536775
.05881 3.6286 -1.410468
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-0
-1
-1
Q.
Q.
-0
-1
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Q.

-1.

.089352 2.342873 1.838784
.39945 3.515241 0.524377
.184722 1.442242 2.408334
108123 3.143717 2.564941
841564 1.774776 1.753904
.817624 0.869602 3.768451
.372547 0.616153 1.711261
.121714 2.008348 2.482333
101539 0.278112 3.711452
60841 0.223076 4.156917
.652886 1.666772 4.498837
.937992 1.182606 -1.81441
.248362 1.741609 -1.266943
.601179 1.819256 -2.254741
.863873 0.672168 -0.004991
.427787 0.658952 -2.53819

OCORRRPR

-1.540177
-0.712001
-1.116601

-0.888372
-0.379328
-1.282119

-0.676721
-0.166718
-1.975425

O OO FR EFLPNDNLPRE

-0

.40065 -1.919086 -1.903729

.68365 2.45481 -0.739671

.315184 3.174839 -1.272078
.15398 2.300546 0.234104

.679084 1.137289 -1.521289
.288192 1.317139 -2.53221
.991104 0.434894 -1.035645
.106143 -2.584679 1.606282
.583081 -3.490172 1.998077

.425219 -2.140989 2.457589

-0.919562
-0.409269
-1.426993

conf_11

INDIINIITONOIINIITITNONHR

P NMNNDPNPANWWERRPR

1

-1.195543
-0.877484
-0.803492
-0.747362
-2.274293

-3.040601
-3.408405
-3.922169

-2.824917
-2.662043
-3.780299
-2.030553
-2.827943

0.564128
-0.336029
0.967047

-1.317738
0.150512

-1.673298
-1.920037
-1.491853

.55305 -1.94744 -0.346534
.1911 -0.915861 -0.437519
.54351 -2.374204 -1.356007
.585578 0.139744 -1.203038
.320077 1.132231 -0.075613
.686875 0.072115 -1.831466
.365636 0.534965 -1.862483
.63048 2.395704 -0.578288
.258715 1.38842 0.430697
.693719 0.659783 0.690523
.096624 3.327812 0.507273
.802103 2.097398 -1.236423
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3.318775 2.955294 -1.221257
1.127623 2.676934 1.501602

1.609277 4.179802 0.020031

2.931605 3.755293 1.073274
0.631344 3.462482 2.082374
1.692298 2.08306 2.229156

-1.470623
-2.753891
-0.788313
-3.869499
-3.042533

.440504 -1.082506
.061373 -1.137022
.026027 -1.827974
.565018 -0.267896
.367256 -1.928348
-5.068025 0.622048 -0.188962
-4.211502 2.527363 -0.670406
-3.500446 1.783389 0.741689
-4.751248 -0.739671 0.413862
-5.486996 0.483588 -1.192146
-5.852383 1.101869 0.403403
-4.082672 -1.314827 -0.24033
-5.652537 -1.343432 0.540677
-4.29813 -0.632298 1.409621
.388831 -1.342615 0.665604
-0.861698 -1.13307 1.525399
-2.387927 -1.380021 0.877527
-1.404543 -3.413827 0.743944
-1.282489 -0.556566 0.000594
0.605696 -2.75538 0.527882
0.875923 -3.81829 0.468324
0.619343 -2.331892 1.886062
1.512996 -2.369107 2.236005
-0.858178 2.434504 -0.143779
-0.286937 3.150087 -0.745438
-1.623474 3.016013 0.376939
0.079123 1.7662 0.868054
0.600909 0.940468 0.367604
-0.524737 1.314397 1.667444
.987167 -1.262222 -0.750912
.129411 -1.891304 -1.637254
.958449 -1.226573 -0.245582
.984373 -1.941756 0.184325
.311099 -2.974535 0.360254
.013989 -1.43478 1.15727

NOORBRLBRLR
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conf_12

.935055 -0.378876 0.03315
.071851 -1.320319 -0.773183
.51018 -0.951847 0.763763
.339843 0.359959 0.57359
.650058 0.14827 -0.603641
.178937 -1.453351 0.965052
.572676 -0.742527 0.390167
.776177 -0.862294 1.667251

I T ODIITITNOONOR
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-1.85129 -0.926688 1.650718

-2.531906 -1.828497 0.625413

-1.38434 -0.071955 1.145743
-2.6153 -0.492625 2.306305

-3.801771 -1.238509 0.017175
-2.798223 -2.775762 1.112022
-1.829145 -2.095602 -0.175021
-3.665136 0.084859 -0.735642
-4.532595 -1.098536 0.822893
-4.242501 -1.979211 -0.661009
-2.826612 0.039101 -2.018279
-3.294857 0.866357 -0.061879
-4.676696 0.402681 -1.007251

-3.2127 0.787803 -2.719902

-2.975525 -0.930696 -2.508327

0.446909 2.047548 -1.429575
1.305691 2.291 -0.427982
0.816201 2.175566 -2.450009
1.016135 2.289212 1.03995
2.311328 2.618401 -0.700603
0.904394 3.712875 1.605349
1.826609 1.770783 1.567557
0.096471 1.738342 1.260258

-0.307644 4.469814 1.085624
1.821241 4.266663 1.371116
0.85941 3.643644 2.697013
-0.28097 4.575237 -0.002866
-0.353775 5.47392 1.513273
-1.237427 3.955986 1.351017

.517447 -1.21973 -2.114388

.757782 0.264376 -1.360281
.106749 -2.200813 0.020556
.7225 -2.91232 0.587048

.389616 -2.881293 -1.0031
.7351 -3.467636 -0.615281

OFRL NMNNEFRPR WNENDN

-0.999925 1.688528 -1.321383
-1.340952 1.782128 -0.288685

-1.57107 2.428258 -1.897633

-1.326367 0.295463 -1.867256
-0.874272 -0.464741 -1.217937
-0.860457 0.183069 -2.856607
-0.827363 -1.647061 2.528276
-0.367267 -0.930755 3.219777

-1.354073 -2.37623 3.15361
0.267918 -2.383005 1.760691
0.877349 -2.965558 2.460589
-0.214553 -3.11389 1.098565

conf_13

.235939 -0.565525 -1.773274

.792283 -0.236482 -2.560976
.691792 -1.991707 -1.373472
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NI ITNIITNCIOINIIIIZITIIIIINIININCIONONIIIINOIINIINIIONONOIINIIINNIE

-3.017722 2.356775 -0.117337
-1.759712 2.701753 -0.878867
-3.23089 3.147471 0.605322
-2.920409 1.415712 0.427584
-3.87952 2.284823 -0.785712
-0.146447 1.819019 0.921613
0.014222 0.894373 0.353829
-0.990698 1.633471 1.594065

.178634

474222

.779171

.563718

.410491

.866842

.519092

.237302

.300998
.208351
.619687
-2.023485
-3.210741
-2.579366
-2.539849
-0.965671
-4.074608
-2.355943
-2.034304
-4.640323
-4.429678
-4.327519
-1.411093
-0.443162
-2.026788
-1.910754
-1.460471
-0.505238
-0.673681

WINWNNPAEAPWNWWNRWDN

1 1 1
RN R

.099467
.277945
.208667
.157613
.154114
.879273

P ORPRRFRPOOORO®

-2.
-1.
-0.

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

.095283 -0.238868 1.740693
.201251 0.132164 0.757456
.264169 -0.715927 1.206356
.472932 -1.004184 2.428867
.975519 -1.06311 0.207566
.915287 0.793904 1.264631
.792387 0.721433 -0.074099

114446 -0.564562
561881 1.047454
692583 -0.440249

.644832 -1.888035
.556023 0.080997
.936049 -0.786763
.494803 -2.579021
.917259 -2.356817

.549977 -1.510203
.281823 -0.558928
.460521 -2.551517
.438964 0.919127
.00573 -0.88871
.771024 1.443525
.62243 1.441143
.361487 1.185678
.942686 1.221246
.832984 2.513692
.591388 0.963468
.12306 1.677198
.873956 1.668106
.976687 0.157501

.61952 -1.867003
.7958 -2.171345
.634878 -2.678751
.598961 -1.485207
.66213 -1.455754
.941578 -0.038994
.871768 0.520213
.500181 3.139658 -1.026367
.350526 3.293207 -0.606942

034967 -1.317032
286268 -0.269245

.97241 -1.87799

047465 -1.818002
155797 -1.17863
71215 -2.827181

.584553 0.93663 2.573822
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H 0.783769 0.593998 3.240403
H 2.394688 1.281121 3.225874
C 1.088132 2.130146 1.761711
H ©.858303 2.961646 2.43745

H 1.913436 2.475547 1.125249

conf_14

-3.221958 1.863229 -1.116756
-3.404353 1.090275 0.167792
-3.920903 1.48928 -1.868153
-2.209807 1.75649 -1.513513
-3.433543 2.926126 -0.974985
-2.028467 -0.890932 -0.746566
-1.130338 -0.355106 -0.42473
-2.19967 -0.61685 -1.793901
0.655075 -2.41422 -1.48209
1.33548 -2.887559 -0.200641
0.669453 -1.318074 -1.544186
1.249604 -2.756137 -2.337348
2.814576 -2.499469 -0.10642
1.267237 -3.981799 -0.161328
0.787348 -2.52778 0.677126
3.13235 -0.999448 -0.053446
3.320799 -2.93258 -0.976817
3.259536 -2.991757 0.766844
3.206751 -0.375931 1.342224
2.421256 -0.44703 -0.677739
4.105104 -0.833045 -0.527492
3.439481 0.691304 1.238172
4.056943 -0.815882 1.875955
0.669525 1.549911 1.6047
0.690537 2.377449 0.547917
0.66839 2.012616 2.593229
0.798561
0.697708
2.150683
0.010838
0.644082
2.411079
2.178862
2.948345
1
3
2

.016262 -0.900595
.445521 0.762909
.415621 -1.511196
.535984 -1.464865
.943551 -1.049217
.914579 -1.512515
.038063 -2.538783
.897139 -0.96911
.612907 4.456525 -2.030803
.348315 4.142979 -2.024953
.49107 4.31938 -0.49979
-2.455479 1.578351 1.232609
-2.481483 0.878333 1.987583
-2.741152 2.484991 1.599843
-4.397313 1.272809 0.587971
-1.462482 1.673913 0.935493
-3.230347 -0.429973 0.064346
-4.146666 -0.815521 -0.40287

I NI IIIZIIIIINIININDINNDIIIINODIINDIINIIONONOIINIIINNER
A PR NMNMNWONMNNWN
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-3.177069 -0.845922 1.423943
-3.108301 -1.80237 1.47729
0.692907 0.053775 1.609454
-0.162062 -0.315807 2.19404
0.572251 -0.338824 0.598579
1.969529 -0.538103 2.21829
1.795497 -1.600715 2.416867
2.153442 -0.076169 3.195071
-0.773872 -2.922746 -1.663788
-1.119492 -2.671867 -2.673876
-0.76834 -4.017186 -1.61016
-1.798494 -2.397588 -0.657802
-2.751049 -2.914213 -0.836127
-1.478343 -2.668171 0.356518

I T NHDIITINIITNDIITNITITO

conf 15

1

-2.427905 2.082177 1.720275
-2.161248 2.335528 0.254946
-2.238466 2.997223 2.285598
-1.788388 1.295428 2.125402
-3.470915 1.803141 1.890143
.40676 2.011683 0.394487
.396289 1.038253 -0.111234
.293738 1.818869 1.466697
.201368 0.820999 -0.745564
.445683 -0.049887 -0.559513
.318354 1.397691 -1.672242
.317359 0.190577 -0.8938
.373095 -1.113099 0.542693
.290227 0.619735 -0.358881
.681207 -0.542591 -1.510644
.84838 -2.478044 0.09195
.786936 -0.740622 1.391577
.379479 -1.270988 0.943033
.437561 -2.497164 -0.490058
.892433 -3.169406 0.942509
.53738 -2.881961 -0.659052
.209806 -3.512299 -0.835936
.398993 -1.865187 -1.386565
.035736 -1.442028 0.845188
.327411 -1.79474 0.915428
.652645 -0.792748 1.634983
.060384 -2.704731 -0.020518
.906007 -1.395381 1.748601
-3.976693 -1.966054 -1.005131
-3.670975 -3.395416 0.572903
-2.354139 -3.316815 -0.586867
-5.086502 -1.159346 -0.342588
-4.428315 -2.701672 -1.677428
-3.361367 -1.32714 -1.655307
-5.749151 -1.810711 0.234175

NNPWNMNMNUVWWPRANURMNNMNWPHNWOOO®

I T TN IITNCINDINCNDIITIINODIINIINIIONOIINIIINNR
[ Y T B
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Q.
-0
-0

I T ONDIINIINCIINIOINIIIIZITIT

RRRWNNRRRO

conf

Q.
-1
-1

INDNODIITIINODIINIINIIONOIINIIINONR

NEFEFNMNMNNWERONORER

-0.

.705624 -0.644205 -1.08237
.707226 -0.413477 0.368495
.398418 1.093339 -0.56185
.949406 1.248989 -1.474516
.39273 0.912328 -0.702599
.868816 3.06991 -0.139392
.008802 0.237523 -0.112261
.764562 2.845733 -0.103162
.693513 3.861239 0.309813
804528 2.897282 -1.524889
041027 3.196591 -1.868979
.009133 -1.89192 -0.149368
.317538 -2.82308 -0.634703

.081121 -1.154692 -0.964265
.364253 -2.055955 0.494409
.297616 -2.778493 1.316588
.647599 -1.101465 0.955664
.9591 1.804548 0.3951
.841837 1.273246 1.348063
.849762 2.431879 0.509801
.749069 2.707626 0.16823
.801032 3.578992 0.830421
.812815 3.103158 -0.856178

16
.541096 -3.261153 0.041282
.653961 -2.382131 -1.18155
.535653 -3.613031 0.324214
.116273 -2.72531 0.89275
.927731 -4.143593 -0.158393
.220566 -0.255146 0.119203
.17294 ©.053839 0.02072
.298028 -0.827756 1.049265
.097959 2.423652 ©.990639
.826543 2.976845 -0.406975
.435292 1.573254 1.18966
.819219 3.178335 1.733825
649102 2.994599 -0.792478
.242765 3.987587 -0.477572
.358213 2.384889 -1.163108

.224295 1.60917 -1.075024

.238089 3.477499 -0.002482

.779266 3.613065 -1.687895

.645742 1.661234 -1.617336

.578488 1.107969 -1.814703

.196227 0.996325 -0.164609

.266669 2.256381 -0.935557

.64061 2.206451 -2.568277

.624593 -1.573538 -0.209644

.918709 -1.766151 0.913218

.599855 -2.364296 -0.964273
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.874315 -0.876586 2.115972
.371267 -2.706238 1.011192
.515262 -0.868613 2.809941
.159922 0.146878 1.85057
.632837 -1.221041 2.832623
474093 0.057063 4.015121
.26239 -1.891336 3.118008
-0.253909 -0.562209 2.091192
1.22 -0.233339 4.760657
-0.504606 0.037783 4.500939
0.681819 1.091642 3.724532
-0.300182 -1.866072 -1.609139
-0.473482 -1.059086 -2.226304
0.22327 -2.569776 -2.127958
-2.014862 -2.957009 -2.038495
0.307055 -1.566932 -0.823629
-2.56368 -1.159027 -1.0521
-3.59222 -1.532875 -0.963596
-2.385127 -0.503488 -2.302163
-2.904422 0.304083 -2.329824
3.577862 -0.462203 -0.511962
3.628087 0.241251 ©.323998
4.571616 -0.923626 -0.566956
3.314184 ©.305585 -1.821362
2
4

OO NNORER

.712649 -0.31043 -2.505619
.264911 0.467913 -2.336512

-2.548296 2.005947 1.238902
-2.630553 1.592524 2.251047
-3.194895 2.889823 1.219564
-3.095384 0.988702 0.234063
-4.110964 0.697912 0.523562
-3.190738 1.483388 -0.740739
1-Deoxy-PS
conf_00
1

N ITITNODITIITNONOOINIIITONOONEE

R WNNMNUDWRADNDN

-0.156617 1.374761 1.659243
-0.070766 2.677635 0.897472
0.547828 1.38726 2.493061
0.068044 0.515737 1.025638
-1.156423 1.242928 2.080166
.112193 2.112207 -0.418585
.836753 2.70121 -1.002063
.428881 -0.933686 0.351875
.447617 -2.028748 0.769832
.913783 -0.511926 1.240388
.229963 -1.382627 -0.245527
.9716 -2.899651 -0.38812
.586718 -1.581888 1.283022
.928021 -2.669816 1.517424
.883406 -3.903631 -0.012941
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-0.

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

I OoOIrNITITITrTNCIITNCIINIOINIIIIZIIIIINIINIINIINCOIIIINIITIT
1
(O]

R R WNMNNDWRAW

conf

11
C 3.
C 2.
H 4.

.832233 -3.445266 -0.792193
.610832 -2.272543 -1.212766
.57191 -3.288939 0.476607
.267299 -4.581136 0.758758
.672477 -4.530544 -0.887422
.721468 -2.798738 1.44748

.142812 -4.098668 0.663983
.967589 -0.727405 -1.017603
.167977 0.049202 -0.484309
.241738 -1.203409 -1.966857
.152509 -0.034204 -1.272617
.416362 -0.793793 -0.254446
.425214 0.856218 -1.187548
.902547 0.523374 0.476538
.60929 0.020573 0.227673
.198576 -1.582247 0.475442
.675497 -1.305799 -1.190054
.851446 -0.827099 0.457128
.830706 0.806465 -0.506051
.340949 0.537473 1.15882
.160735 -1.330311 -0.464018
.692011 -0.2195 0.800999
.669225 -1.599265 1.210924
.951534 2.621462 -0.323409
.980605 3.54865 -0.754452
.893217 2.285387 -0.113924
.463506 3.496353 1.505745
488241 1.984031 -0.99619
312506 3.125268 0.411105
902719 3.372227 1.302448
012012 4.295609 -0.332306
81633 4.73574 -0.617504
.411288 -1.777621 -0.061728
.335214 -1.352856 0.949543
.110223 -2.616479 0.023656
.046292 -2.294022 -0.496472
62808 -1.434839 -0.62296
.130686 -2.756046 -1.489371

.796983 0.20653 -0.448022
.58393 0.826535 -0.892462
.240732 -0.229364 -1.289762
.884242 1.088116 0.399875
.18733 0.464034 0.962584
.494775 1.624399 1.136414
.194514 1.495254 -1.325772
.659589 0.874137 -1.892317

01

473933 1.861915 -0.018526
692615 1.244534 -1.155002
530866 1.612277 -0.135318
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3.147402 1.495673 0.957672
3.393915 2.951384 -0.024683
2.755597 -1.161639 -0.099186
3.630954 -0.964179 0.536492
0.058166 -1.83917 2.661098

-1.

249065 -1.641265 1.898486

0.244957 -0.954315 3.282656

-0.
-1.
-1.

-0.

045058 -2.679357 3.356408
710662 -2.833416 1.061073
163557 -0.756761 1.253529
.039488 -1.391252 2.614839
.766645 -2.429884 0.032158
.099364 -3.608304 1.730155

.86377 -3.289882 0.532305
.147194 -1.810148 -1.222897
.463841 -1.727044 0.503952
.368002 -3.296723 -0.259245
.802668 -2.617031 -1.879584
.237061 -1.261513 -0.944926
.255122 1.285944 -0.909428
.643521 2.547158 -0.147625
.716539 1.565607 -1.829814
.562421 0.693949 -0.297698
.456762 3.34532 0.383563
.289884 2.271634 0.695106
.251393 3.18554 -0.797423
.713412 2.677554 1.536911
.798543 4.328933 0.723753

762225 3.565573 -0.445386

0.511634 3.45338 1.997731

-0.
-1.

P RPWNONOOROR R

1 1 1 1 1
N WA DWW

-3.

439558 1.640732 1.280844
406396 2.560497 2.377592

.235805 3.602894 1.186767
.028608 2.950294 2.819263
.230372 4.449978 2.348073
.218065 1.537811 -1.048981
.741917 0.882784 -1.69
.987026 2.497474 -1.304503
.985871 1.698895 -2.105271
.847979 1.376508 -0.108104
.84558 -0.264555 -1.339048
.840577 -0.426915 -1.772905
.845336 -0.611828 -2.275921
.837626 -1.574646 -2.352094
.444268 0.408056 -1.280446
.001789 0.173106 -0.366079
.132795 0.985931 -1.907122
.067709 -0.880651 -2.010472
.587208 -0.623557 -2.963141

984916 -1.419478 -2.273997

1.28035 -2.08725 1.775603

2.173385 -2.151515 2.409744
1.172305 -3.060196 1.282942
1.477999 -1.006482 0.717873
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H 1.
0 2.
H 2.

conf

I NI IIITZIIIIINIINIINIINODIIIINIINIINIINCOINIIIONONIE
OO O WWERPAPWNWAEAPMRRERWMNMNNOON

-1.
-1.
-1.
-1.

620617 -1.015585 0.036019
497917 -0.035315 1.235469
858188 -2.449891 -0.681224
864654 -3.123425 0.002544

02

.98508 2.118602 0.961728
.952482 1.02022 1.092627
.983142 1.690251 1.037491
.905073 2.621654 -0.007557
.870334 2.863853 1.754151
.105732 -1.242608 0.214051
.377904 -1.704756 1.174136
.192037 -3.72915 -0.077538

-3.

P NPWWNRONLER

0.821393 -3.317317 -1.145347
0.027273 -4.756129 0.233733
-0.061832 -3.146244 0.847116
.233989
.493891
.835959
.343032
.913588
.583793
.774306
.814117
.843626
.287895
.311548
.443289
.799426
.156706
.532204
.274768
.109146
.184687
.656792
.961977
.888256

085141 -0.614798
.400133 -1.654488
.091017 -1.920496
.850258 0.273871
.964049 -1.465865
.969735 -0.068891
.434634 0.585817
.012917 1.225021
.012976 -0.236101
.206651 -0.355839
.284953 1.020831

.50027 -0.284123
.831813 -0.656477
.748986 -1.031547
.600858 -0.364346
.837777 -0.594855
.100029 -1.673341
.625139 -0.003637
.059635 -1.263174
.8003 0.459953
.92492 -1.074616
-0.858646 4.123887 -1.142512
0.934703 4.061634 -2.322774
1.092518 4.968976 -0.834276
328902 3.216686 -1.549999
279793 4.964216 -1.699428
171333 4.266196 -0.098457
576634 1.624562 1.071578

.89073 0.845522 0.926547

.379524

.045883
.470249
.051913
.809667

2
0
2

-0.050606 -0.007821

%]

.12802 1.935142
.518789 2.061308
.289758 0.298749

.416739 -0.977645
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-4.390505 -0.464874 0.041888
-4.621618 -0.933048 -0.762856

A wWWwWNWW

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

.094887
.280378
.018316
.878291
.538081
.935186

.649974
.781262
.286511
.186014
.674337
.23552

.790738
.113629

conf_03

NI ITNIITINCIINCOHODIIITINIINIINIINOINIIIONNIEE

WuUuwwhpppbhbRrNMDMDWN

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

[ L
OO NMNNMNONW

.043831
.963556
.865243
.671404
.439308
.160291
.483296
.302085
.338222
.692697
.835971
.834425

0.99683 1.
1.796413 1
0.783447 1
-0.244693
-0.551337
0.023337 1
-3.663318
-4.316366
-4.079734
-2.276277
-1.868857

111674
.840242
.168689
1.538899
2.53582
.650366
-0.529892
-1.399655
0.259202
-0.899292
-1.77896

-2.408478 -1.184259
-0.676312 0.31113
-1.361003 0.334312

2.394743 2.017594
1.492663 1.46119
2.470946 1.306987
3.407745 2.190537
1.995734 2.956742
2.189691 -1.027544
2.337116 -1.880889
-1.412011 -2.057426
-1.808488 -1.004387
-2.279467 -2.328499
-1.131615 -2.973302
-2.140565 0.402056

.89489 -2.672894 -1.384221
.0808 -1.005949 -0.916064

.972393
.720651
.309089
.491184
.416904
.041048
.370737
.033644

.454992
.923871
.372087
.9297 -0
.171113
.48662 -1.695369 1.306828
.328007 0.035923 1.525068
.382332 0.549123 -1.135475
.952154 -1.524147 -1.078737
.241097 -0.418968 -0.672005
.77751 ©.835018 -2.576734

-3.397802
-2.266292
-1.273655
-3.273543
-4.197742
-3.741075
-2.961464
-4.267451
-0.999639
-0.818339
-1.117356
.069984 1.
-0.603572

0.553272
1.033379
0.826532
0.196474
-0.050345
1.592887
-0.846304
0.261066
1.342715
0.968081
2.433229
062596
-0.524146
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.521998 1.453335 -0.527412
.307966 0.318203 -1.103554
.83394 1.109961 -2.646185
.193566 1.656648 -3.000556
.624962 -0.045216 -3.209082
.157578 1.424462 2.473822
.810701 0.656636 2.269552
-0.188561 1.32265 3.427633
-1.329743 0.471503 1.335601
0.673502 2.31277 2.381277
-0.255656 1.967015 0.180961
0.477788 1.201532 -0.096433
0.477554 3.132715 0.492836
-0.073772 3.885125 0.235022
1.748066 -2.156125 0.650885
1.777442 -1.9993 -0.434012
2.300188 -3.084879 0.836352
0.298628 -2.322116 1.086946
-0.184985 -1.333274 1.073091
0.254158 -2.664617 2.129513
-1.370637 -0.268775 -1.661054
-0.758132 -0.586444 -0.809236
-0.666051 -0.084498 -2.481394
-2.098644 1.030592 -1.328355
-2.724399 1.319362 -2.181566
-2.788287 0.890182 -0.488493
-1.846155 3.405312 -0.754928
-2.224037 3.753627 -1.565935

OO WWhADNW

conf_04

I T ITNOHODIINDIINDIITINDOINIIITONEER

P WWRWNMNNUDMWRAUDNDNRPR

1

-0.148422 1.336616 1.909952
-0.556463 2.526872 1.070344
0.706728 1.599654 2.535391
0.121169 0.476292 1.295124
-0.961957 1.04707 2.580642
.229026 2.189875 -0.794711
.535411 2.781027 -1.67086
.37059 -0.139629 -0.576272
.270688 -0.764773 0.818503
.167791 0.612348 -0.57107
.685112 -0.899344 -1.299139
.034742 -1.627481 1.060628
.292101 0.026926 1.577515
.174905 -1.358485 0.992053
.828837 -2.793231 0.09681
.144575 -0.986213 1.037466
.07622 -2.021918 2.082547
.42512 -3.387467 0.205867
.57908 -3.565066 0.299386
.001075 -2.475082 -0.939409
.197301 -3.575027 1.263674
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H 1.

-2.

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

I OIITI NI INIINCIINIOINIIIIZITIIIINIINIINIIONON
1
(O]

OO WNDNNWWOOOO

391756 -4.364185 -0.288572
133645 -1.945206 -0.562851
.542055 -2.291918 -0.098726
.099679 -1.929648 -1.6608
.874088 -0.925434 -0.238366
.644419 -1.419567 -0.693849
.57953 -2.251165 0.9975
.751754 -3.335738 -0.357817
.502887 0.08039 -0.438937
.610128 -1.751732 -0.295474
.691019 -1.58486 -1.776508
.4098 0.444695 1.038618
.363844 0.593266 -0.879471
.627801 0.45697 -0.988005
.253511 0.031617 1.598834
.451352 1.530719 1.20048
.505072 0.040943 1.511594
.71176 2.155826 0.182016
.995181 2.986153 -0.34624
.507612 1.773116 0.697539
.925114 3.331914 1.711323
.352214 1.467503 -0.502059
503886 3.153433 0.154519
254108 3.625422 0.801118
.239596 4.138069 -0.54806
337875 4.679106 -1.091739
.07477 -2.900509 -0.02849
.161512 -2.958259 1.064815
.27603 -3.912843 -0.399362

.344645 -2.489599 -0.390882
.49691 -1.455142 -0.052817
.45527 -2.470373 -1.484363
.080717 0.490721 -1.09894
.273933 0.920717 -2.090434
.350992 -0.317355 -1.241765
.479079 1.558233 -0.192667
.259723 1.13222 0.789396
.209047 2.3605 -0.029539
.269792 1.220341 -1.224036
.687851 0.577617 -1.803432

conf 05

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

NOINITITITONRK

.095941 -1.155992 -1.554908
011341 -1.323883 -0.056286
.487973 -0.164617 -1.786791
.748908 -1.904722 -2.005286
893502 -1.222076 -2.015096
.471447 -1.993544 0.324077
.065481 -2.209701 1.22375
.19358 1.184455 -0.792638
.863753 1.935935 -0.842926
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-4.95725 1.845826 -0.36859

-4.525374
-2.4678 2
-2.925242
-2.068906
-1.119066
-2.458881
-3.248683

0.954727 -1.811842
590544 0.477738
2.716406 -1.609514
1.25964 -1.185187
3.304447 0.448183
1.851793 1.292188
3.310205 0.749195

0.093867 2.381783 0.381488
-1.028394 3.928639 1.344457
-1.093612 3.996117 -0.403621

.801206
.884247
.324737
.219396
.384773
.796164
.573137
.623495
.500862
.730743

OROOPMNWWARANWUNWARARMINNIANO®

.038489 1.758839 -0.520432
.073561 1.698348 1.244899
.853238 1.382443 -0.796215
.25648 0.792939 -0.92365
.64137 1.968058 -1.699605
.109818 0.574445 -0.793511
.731928 -0.037174 0.267388
.965766 1.616265 -1.06615
.314947 0.195104 -1.841149
.888352 -1.268032 0.59421
.78601 ©.596508 1.158952
.759584 -0.366282 0.073483

2.267079 -0.554984
0.946919 0.907711
1.7642 1.467376
1.884303 -1.401461
3.233798 -0.237343
2.499793 -0.945641
2.681041 0.268905
2.763702 1.289666
2.816622 -0.139351
0.608808 0.349664

-0.104832 -3.382335 -0.064649

-1.260509 -1.171419 0.781554
-1.530603 -0.11112 0.751684
-0.821759 -1.533149 2.084722
-1.49822 -1.339017 2.737532

2.663378 2.274147 0.427793
2.650553 1.665255 1.341892
3.539311 2.927878 0.519036
1.412517 3.146281 0.386744
1.453488 3.793111 -0.499216
1.421975 3.819315 1.252093

-4.151841 -0.110743 0.017095
-3.736307 0.103862 1.010299

-5.171701
-3.354597
-4.043085
-2.743507
-1.975794
-2.709993

-0.457329 0.206324
-1.237576 -0.660603
-1.951941 -1.124614
-0.83986 -1.475303
-3.229347 -0.202059
-3.811145 -0.413845
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conf_06

1

-0.098793 -1.965193 1.512555
-0.590799 -2.920051 0.448297
-0.791862 -1.963261 2.35598
-0.003899 -0.944992 1.138314
0.875004 -2.286081 1.892297
-2.34151 -1.323607 -0.646051
-3.166658 -1.456854 -1.36237
-3.320875 2.119513 0.921502
-2.169262 2.288402 1.91843
-4.238345 1.88734 1.474077

-3.512941 3.069721 0.413245
-0.777697 2.365341 1.294763
-2.184419 1.463761 2.641653
-2.354445 3.192593 2.508708
-0.556278 3.529628 0.333432
-0.559582 1.422744 0.773621

-0.034127 2.430952 2.098011
0.757281 3.406861 -0.436538
-0.572607 4.465718 0.902138
-1.384769 3.60041 -0.383338
.554941 3.141238 0.26839
.038136 4.377766 -0.858778
.967367 1.224585 -1.273813
.44523 -0.171529 -0.947008
.143403 1.778319 -0.345917
.947058 1.12699 -1.755767
.370129 -0.986681 -0.047528
.284872 -0.704916 -1.896172
.462971 -0.082412 -0.462721
.526556 -0.430765 1.36327
.356726 -1.076624 -0.518516
.005886 -2.025934 0.034575
.302324 -1.362207 2.281924
.532897 -0.229169 1.786244
.032573 0.538822 1.318113
.799447 -2.330372 2.388814
.415129 -0.937085 3.282007
.305248 -1.557334 1.890702
.333631 -2.886137 -0.740047
.035459 -3.602123 -1.407998
.310366 -3.018209 -0.476975
-0.551333 -3.947182 0.820214
0.204611 -1.964832 -1.196935
-2.008872 -2.719033 -0.102619
-2.70679 -2.941487 0.714335
-2.085444 -3.713189 -1.112612
-2.969394 -3.75465 -1.485261
2.041579 2.027804 -2.186021
2.549525 2.952138 -2.48387
1.879324 1.462573 -3.112659
0.690027 2.384622 -1.569314

NI ITNIOINIIIIZIIIIINCIINIINIINCOIIIINIINIINIINOINOIIIONONIE
P OOUIA,WANPWPRARWENWWWNNERPR



0
Q.

210045 1.468073 -1.201007
031543 2.778782 -2.353126
.082153 1.054544 -0.147524
.95035 1.004319 -0.814881
.239021 1.39554 -0.763491
.789058 -0.330986 0.418476
.030323 -0.254588 1.199419
.691948 -0.728955 0.897044
.189989 -0.87266 -1.36303
.355486 -0.008469 -1.750035

w-OH-1-DeoxySA

conf_00

I T T NHDIINCIITNDIINNOHDIITIITINCIINIINIINCOIINIIINNE

vTunnwuiwdhpwwphRrpRpwR

1
Q.
Q.
Q.
Q.
1

.731283
.157607
.235772
.736584
.007249
.650249
.110903
.474735
.893478
.451577
.172681 -0.826946 0.301856
.64454 0.34545 1.229461

.1756 1.15583 1.048212

.601644 -1.202497 1.23628

913274 -3.68179 -0.047923
558953 -2.261169 -0.438898
256752 -4.383286 -0.563712
797226 -3.834354 1.027813
940034 -3.923544 -0.333647
.960708 -2.696128 -0.371437
.848035 -3.648017 0.156802
.887043 -2.90807 -1.445872
.829336 -0.046856 -0.509936
.48756 0.714588 0.777019
.739276 -0.633671 -0.339822
.083943 0.664074 -1.302634
.102268 1.358209 0.794113
.571427 0.042524 1.63941
.249717 1.485196 0.937918
.855367 2.375102 -0.319338
.337091 0.571311 0.720387
.941088 1.827881 1.770292
.378175 2.594009 -0.630007
.326197 3.329296 -0.053939
.349817 2.04416 -1.238707
.285417 3.28822 -1.474111
.958749 1.639585 -0.982332
.132501 -0.071448
.420691 -0.526314
.530766 -0.851503
.541202 0.857251
.174011 -0.758909
.068809 0.209162
.999945 -1.454574
.495355 0.526029
.441793 -1.344545
.462696 -1.385817

P WMNWNREPONREFRPORO

O R ONWEREREREDNMNN
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H 5.976513 -0.713881 -0.433639
N 1.550504 -1.327194 0.190162
H 1.429104 -0.365856 -0.141166
H 2.550803 -1.597016 0.032432
H 0.636431 -2.124625 -1.520532
H 1.344229 -1.314327 1.194804
C -0.814274 -1.785527 0.035516
H -0.980052 -0.783648 -0.390863
0 -0.678144 -1.670738 1.446731
H -1.498319 -1.345716 1.826805
C 0.908092 3.391669 0.180688

H 1.384484 3.957979 0.988878

H ©.955224 4.032421 -0.708927
C
H
H
C
H
H
C
H
H
0]
H

R ONRRLRWU

-0.552708 3.127232 0.535495
-1.007349 4.061016 0.886224
-0.600615 2.432522 1.38461
-3.71913 -0.958908 -1.026246
-4.030103 -1.403932 -1.978058
-2.842915 -0.343089 -1.266136
-3.326406 -2.079825 -0.066777
-3.343342 -1.71529 0.969345
-4.087054 -2.865744 -0.095131
4.214239 -1.781265 -0.195121
4.666461 -2.58705 -0.455324

conf_01

-1.726771 -3.197233 -2.280007
-1.202967 -1.820131 -1.930789
-2.813466 -3.209692 -2.192906
-1.323766 -3.955364 -1.603779
-1.483489 -3.467046 -3.312073
-2.780308 -1.539825 0.045433
-3.079781 -2.591707 0.011532
-3.439215 -0.996371 -0.642788
-3.133432 1.45842 0.810127
-2.544562 2.857143 0.981112
-4.20645 1.485688 1.032487

-3.060213 1.163174 -0.244021
.113724 3.010533 0.467968
-2.576585 3.126964 2.043351
-3.184006 3.583542 0.466226
-0.979515 2.963948 -1.052165
-0.469291 2.24743 0.924409
-0.714505 3.971172 0.812973

0.475465 2.967331 -1.514939
-1.506045 3.825884 -1.476137
-1.486623 2.077395 -1.459181
1.041054 3.68437 -0.906743
0.549444 3.325717 -2.547121
3.378465 0.317572 -1.416865
3.079749 -0.511616 -0.166464

NOITIITIINOIINIINIIOCOIINIIINNERER
1
=
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O OOMNNPWNANWNWWWHN

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

.458743 0.491525 -1.47101
.140642 -0.275536 -2.313573
.272106 0.243404 1.144041
.72144 -1.401939 -0.177659
.046287 -0.882242 -0.188892
.242195 -0.645885 2.386097
.497104 1.011916 1.235013
.228424 0.778151 1.122393
.072805 -1.610349 2.445326
.249544 -0.016026 3.283244
.155274 -1.252276 2.435483
.06393 -2.153723 3.39557
.14813 -2.356813 1.650635
.288055 -1.805888 -2.155229
.663641 -0.851318 -2.170522
.571474 -2.294908 -3.002947

.636687 -1.053791 -2.577346
668097 -2.271423 -1.309683
.353926 -1.419219 -0.457326
.031105 -0.370981 -0.374533
.443741 -2.24692 0.245753
.137672 -1.791115 1.058498

.66809 1.666331 -1.49383
.02391 2.310788 -0.68197
.961123 2.171077 -2.421273
.149912 1.600978 -1.41643
.848188 1.108187 -0.482517
.763463 0.986007 -2.251711

.473274 0.411274 1.700491
.384098 0.452325 1.573906
.654291 0.67623 2.748845

.96047 -1.017396 1.471333
.444179 -1.692605 2.162903
.023841 -1.086801 1.723791

0 0.804515 -0.974111 2.234949
H ©.533806 -0.50809 3.029436

conf_02

NITITONONODIITOIIITONOONEEKE

NRPNURMUTDRNR

-0
-1
-0
-0
-2

.995327 0.523318 -1.432022
.151737 -0.221847 -0.416955
.77959 1.084712 -0.921218
.402986 1.232043 -2.017873
.487016 -0.167697 -2.122128
.30237 1.490138 0.063157
.490028 0.79923 -0.194909
.607283 2.006001 -0.85689

.579808 2.5304 0.06099
.80742 3.359348 -0.300919
.827797 1.828304 0.867356
.318263 1.912661 -0.809145
.927568 2.521944 -0.912164
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-4
-3
-4
-5
-5

I orr N Irr O T NDIITNIOINIIIIZIIIINCIINIINIINCOIIIINIINIDT

NFRPFFRPNPOOO®

conf

11

-1.

.512307
.172782
.537283
.528015
.715166

.3925 0.

.136624
.737612
.819789

.2526 0.

.836915
.589357
.340374
.526244
.582378
.105899
872188

.368663
.287825
.900684
.566985
.524154

.622267
.981359
.311369
.771115
.592066
.41685 2
.796685
.007462

03

4.140196 -1.012311
3.882269 0.592123
1.501675 0.04336
1.995553 -1.791251
3.181056 -1.293636
457183 -0.661511
2.019176 0.803415
0.994496 0.592369
0.020874 -1.490997
948369 -1.131727
-2.230079 0.083367

-1.433701 -0.293486
-2.570104 -0.831839

-3.142269 0.605983

-2.211121 -1.138787

-1.069761 0.623861

-0.534589 -0.847118
0.00118 -3.463755 -0.484593

0.233472 -1.530239 -1.419641
-1.055097 -2.50574 -2.082564
0.666206 -3.23067 0.852546

0.72095 -3.938318 -1.162859

-0.786958 -4.207405 -0.329208
1.016138 -4.175637 1.278231
-0.031251 -2.771416 1.559595
.126469
.515002
.585239
.765806
.514533
.476326
.2615 1.
.087322
.871553
-3.837771 -1.485358 0.97531

-1.057785 -1.132205
-1.62463 -0.44963
-1.713795 -1.763619
-0.934586 0.139827
-0.46879 -1.697658
0.688935 0.608431
377923 0.947206
-0.142446 1.698692
0.414664 2.451051

-2.22093 1.588492
-0.857334 1.688091
-0.656291 0.25002
-0.222046 1.005495
-1.33642 -0.342972
3.3618 0.489147
3.959339 -0.358617
4.080937 1.254971
2.52682 1.049374
3.187451 1.353832
.020623 1.957731
-2.358702 0.683132
-1.852915 1.477432

C -1.246246 -2.200411 1.920599
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-1.104985 -1.618898 0.534551
-0.658146 -1.609458 2.626348
-0.889937 -3.233124 1.974464
-2.287475 -2.169895 2.250415

.359798
.181777
.892338
.901563
.780604
.963211
.342643
-1.24154

P RWWRFRWNWURWUTUDMNDNROBR

NRFRP WERERNMNMNREPO

.4
.5
.3
.8
4
.0
.4
.2

.220814 -2.676119 0.113305
.815544 -3.480981 -0.514383
.2174 -3.037889 1.147664
.68362 -0.863605 0.216445
.479407 0.088312 -0.968713
.409352 -1.632924 -0.07098
.143818 -0.322671 1.049753
.276434 1.020495 -0.846455
.37581 -0.491421 -1.893834
.390837 0.681758 -1.101028
.29093 1.962896 0.358053

15092 -0.787015
98944 -1.771131
92923 0.793744
43814 0.12753
73677 1.207068
25778 1.686424
9436 1.109533
05932 0.215552

-2.698543 2.55302 0.499893

-0.8756 1.
-1.156765
-3.650145
-3.052234
-2.754826
-3.870175
-4.623286
-3.290686
-4.900607
-2.928338
-4.218211
-5.132112
-5.825327
-1.881471
-1.539181
-2.906076
-1.569047

54
1.

ORrPO®OWWER

-0
Q.
1.

-0.
-0.

219 1.011433
642748 -0.723637

.359326 0.532619
.2698 -0.252605
.076453 1.460919
.712428 -0.83176
.691199 0.91379
.613036 1.253484

.393208 -0.834717
337179 -1.253753
475391 -1.538371
711018 -1.856821
049084 -0.360628
.427455 -0.465311
.153697 -1.395398
.201425 -0.382256
.631274 0.493455

-1.729086 -3.428132 -0.345886

0.317905 -
0.752426 -
0.114396 -
0.949572 -
-0.346322
-0.779334
-0.361114

1.
Q.
1.
Q.
3.
4.
3.

454139 0.007159
622385 0.574654
057087 -1.345171
798115 -1.743828
4382 0.121454
123531 -0.616733
975348 1.078661

1.095038 3.130483 -0.275796
1.61277 4.066841 -0.514975
1.083419 2.546562 -1.205115
3.407519 -1.523914 0.733149
3.65119 -2.151472 1.597989
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H 2.745985 -0.739192 1.120237
C 2.66475 -2.375466 -0.294916
H 2.680059 -1.890047 -1.279243
H 3.199198 -3.319171 -0.440629
0 -4.400896 -1.529263 -0.093301
H -5.139054 -2.086879 0.16438
conf_o4

11

C 2.785193 -3.366725 -0.630665
C 1.926384 -2.364702 -1.366564
H 2.269503 -4.328776 -0.592153
H 2.989915 -3.052712 0.395362
H 3.73791 -3.525549 -1.141834
C ©0.500632 -1.840837 0.709378
H 1.25893 -1.087986 0.957286

H ©.778419 -2.758189 1.241031
C -3.353724 -1.867708 1.520188
C -4.262088 -1.385849 0.389011
H -3.216862 -1.07316 2.263786
H -3.87714 -2.672878 2.044074
C -3.769566 -0.187894 -0.417688
H -5.243668 -1.137216 0.80936
H -4.433472 -2.226406 -0.294943
C -3.691246 1.117062 0.367296
H -4.446581 -0.042745 -1.268306
H -2.795134 -0.422362 -0.873222
C -3.469976 2.35058 -0.507575
H -2.916573 1.054722 1.141542
H -4.635341 1.244827 0.910299
H -3.569373 3.250667 0.110925
H -4.280282 2.400741 -1.244483
C ©.394751 2.580656 -1.073125
C 1.615108 2.89746 -0.213451

H ©.354858 3.284882 -1.912218
H ©.512132 1.583682 -1.52373

C 1.740533 2.010271 1.02246

H 1.579217 3.946423 0.104498

H 2.514521 2.810868 -0.837227
C 3.118114 2.043188 1.677569

H 1.491567 0.974217 ©.758087

H 0.98959 2.307071 1.760204

C 4.184386 1.298847 0.900361

H 3.066633 1.625223 2.691061

H 3.452564 3.080536 1.799343

H 5.169481 1.412915 1.361608

H 4.261131 1.66428 -0.126711

N 2.603515 -1.021305 -1.434171
H 1.880271 -0.342728 -1.70948
H 3.346263 -1.018148 -2.130914
H 1.792115 -2.667634 -2.408509
H 3.028413 -0.719489 -0.519959
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C 0.529605 -2.132317 -0.787366
H -0.048556 -3.040646 -0.997708
0 9.03407 -1.052664 -1.566044
.853794 -0.814621 -1.282078
-0.931866 2.614657 -0.325504
-0.928617 1.853173 0.46373
-1.037001 3.578647 0.190099
-2.131633 2.405924 -1.240733

1

3

I
1
(W)

-1.989571 1.492209 -1.834561
-2.161448 3.222637 -1.971288
-1.983277 -2.379685 1.056306
-1.707756 -3.276507 1.623279
-2.067466 -2.707587 0.010648
-0.858583 -1.360081 1.211988
-1.124436 -0.41483 0.72295
-0.759903 -1.105985 2.272788
0 3.890153 -0.107632 0.776217
H 3.944663 -0.517155 1.643856

I T OIITINODITIITNOIION

conf_05

.15712 -3.119095 -0.69271
.311703 -2.09017 -1.406723
.670533 -4.095062 -0.752809
.288043 -2.87563 0.364135
.142314 -3.216231 -1.155977
.733279 -1.772985 0.602694
.382422 -0.959141 0.94561
.088282 -2.690293 1.086697
-3.101111 -2.389541 1.265207
-4.049524 -1.853669 0.193466
-3.080505 -1.712692 2.128091
-3.52239 -3.328142 1.637721
-3.718163 -0.483809 -0.391518
-5.060465 -1.809524 0.615736
-4.097492 -2.586145 -0.62214
.77198 0.661054 0.615444
-4.432039 -0.275005 -1.197935
-2.735576 -0.515427 -0.886108
-3.829288 2.044903 -0.029627
-2.926215 0.600882 1.311514
-4.667973 0.534211 1.235193
-3.929614 2.803355 0.756212
-4.745653 2.107811 -0.628501
-0.164907 2.891893 -1.108523
1.149076 3.224461 -0.410677
-0.448013 3.737356 -1.74607
-0.007546 2.044183 -1.791095
1.663688 2.120761 0.507681
1.036069 4.148931 0.168948
1.908731 3.441172 -1.172943
3.116041 2.332441 0.915821

P RPROPWMNMNDNWERE

NI ITNIITINCOIIIINIINIINCIINOIIONOIIIONONE
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1 1 1
R RO

-0.

.537253
.040895
.673526
.210158
.759951
.030223
.676825
.946012
.240694
.772673
.256028
.225739
.873319
.347095

1.1
2.0
1.2
3.3
2.3
1.1
1.5

5378 0.005029
59008 1.407948
92777 1.857092
03449 1.415746
93914 0.028407
83303 2.737669
77359 2.187992

.727879 -1.331094
.057726 -1.663856
.667334 -1.922903
.31705 -2.475026

.455619 -0.355965
.947301 -0.904566
.856488 -1.221588
.38464 -0.827802 -1.631733

.518047 -0.628401 -1.366779

.322899
.098007
.427167
.641745
.525801
. 864497
.669119
.271878
.699495
.699881
.066661
683441

2.
1
3
2.
1
3
-2

-3
-2

-1.
-0.
-1.

569123 -0.172776

.659188 0.398618
.369867 0.57193

40518 -0.917663

.652995 -1.709763
.343564 -1.438834

.648277 0.781341
.546286 1.269715
.88321 -0.291716
502138 1.054853
569055 0.60992
306584 2.13249

0 3.756555 0.019098 1.180252
H 4.188095 -0.612145 1.761294

conf_06

11

C -0.00785 1.175184 2.202357
C 0.749073 1.31635 0.897103

H -1.077591 1.091067 2.006722
H ©.156858 2.037865 2.852801
H ©.2906 0.266328 2.732587

N ITITNDIITNDIITNONODIION
1
w

.942244
.003919
.361324
.163931
.753477
.211182

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

018428 0.044952
019423 -0.399085
109416 1.053031
276806 -1.323183
.187296 -1.461545
723332 -2.323607

.18181 1.331671 -0.920609

.541635
.833035
.518811
.275143
.416069
.699099
.716439

-0

-0.

.935766 -0.150773
259771 -2.057203
.707206 -2.049415
.419401 -0.382776
.8135 0.501367
.49022 0.394919
.174548 0.820401
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-2.585977 -2.528762 -1.23005
-4.205717 -2.900703 -0.703441
-2.634629 -4.235093 0.55431
-3.429051 -3.126301 1.652159
.113985 -2.369417 0.708432
.092909 -2.028906 -0.407075
.452359 -3.267096 1.239505
.117451 -1.568843 1.465291
.53026 -1.850929 0.062436
.742167 -1.120496 -0.91811
.058216 -2.816955 -1.169692
.514644 -1.440557 -1.030309
.881304 -2.786541 0.510146
.576362 -1.117953 0.879587
.132757 -0.201999 -1.8114
.612397 -2.254243 -1.758936
.506752 -1.295137 -0.59126
.21529 -0.358021 -2.387832
.930913 0.052119 -2.513439
.221596 1.241103 1.178112
.808991 1.103907 0.314854
.430339 0.477356 1.819588
.521468 0.483736 0.229622
.495887 2.131314 1.608197
.523852 2.647815 0.167359
.969599 2.566895 -0.83645
.260319 3.594654 0.933383
.013444 4.488651 0.686172
-0.306742 -2.578884 0.201777
-0.574465 -1.753712 -0.473148
-0.330254 -3.48335 -0.419606
-1.349048 -2.691264 1.307869
-1.447752 -1.718949 1.808854
-0.988427 -3.384515 2.077266
-3.254853 2.125132 -0.437975
-3.582767 3.170235 -0.489043
-3.37791 1.825583 0.611199
-1.773607 2.044151 -0.789286
-1.431769 1.01468 -0.629068
-1.623427 2.2453 -1.856554
3.926751 0.917216 -0.919568
4.251796 1.716416 -1.33913

RROONONNNDNMNWUDNMNDNWWANRWRRENER

conf_07

R
IN

.2658 -0.61609 1.837622
-4.415534 -0.656825 0.334383
-4.790962 0.255984 2.233509
.218388 -0.551082 2.140636
.704293 -1.502111 2.303193
-2.608192 1.168662 0.006232
-1.834682 0.394749 -0.048151
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-2

P OONNREREANNWUARANWPARWNWRERRNOORLO®

-0
-0
1.
-0
0.

4.
4.
3.
5.
5.
5

.680687 1.479124 1.055106

.224428 2.426406 0.013619
.37302 3.332164 0.449182
.50065 1.880615 -0.897579

.060627 1.666917 0.79136
.599681 2.584657 0.96264
.012625 4.002275 1.239335
.657231 3.979805 -0.390026
.264588 1.672885 -0.060447
.310477 1.985773 1.838239

.3343 3.311245 1.328572
.449895 0.904165 0.511316
.589162 2.262543 -0.928277
.52371 0.963941 -0.446311
.14975 ©.438837 1.458901
.244176 1.612268 0.774055
.404219 -2.003487 0.295503
.410139 -3.082968 -0.129398
.909664 -1.298377 0©.975187
.196178 -2.471954 0.891564
.235487 -2.576118 -0.970866
.03851 -3.592093 0.769563
.933281 -3.85482 -0.70505
.491675 -1.384279 -0.37206
.538898 -3.405292 -1.157126
.596012 -2.28467 -1.962095

.164977 -1.646439 0.965673
.270723 -1.02894 -1.077312
185061 -0.549036 -0.23662
.565632 -0.725314 1.394401
540794 -2.059943 1.691941
.681675 -1.836919 -0.246292
.574877 -1.648536 -1.252174
.223334 -2.69133 -0.128253
.46186 -0.815923 0.059641
.732718 -2.01387 0.177918
.951485 0.59678 -0.416696
.727192 1.356855 -0.249991
.964389 0.189201 -1.779734
.731968 0.926464 -2.349644
038364 -1.240058 -0.861705
557871 -1.95108 -1.515619
258532 -0.785605 -1.484911
027264 -0.158949 -0.423085
432733 ©.3282 -1.317853
880177 -0.636158 0.074068
.065411 3.197738 -0.236218
.410178 3.64254 0.70617
.855317 4.038907 -0.9064
.196355 2.371076 -0.842429
.06763 3.024352 -0.985866
.886727 2.031355 -1.840088
.294903 -2.535328 0.858644
.973219 -3.42508 0.689137
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conf_08

I NITOINIITIIZIIIINIINCIINIINOIIIINIINIINCIINDOIINOIIINONIR

-2.14232 -3.193297 -2.017178
-1.353886 -1.9283 -1.751645
-3.196405 -3.020208 -1.798265
-1.795712 -4.013708 -1.38379
-2.075217 -3.493078 -3.067236
-2.634174 -1.395948 0.383419
-3.052811 -2.401602 0.488804
-3.304187 -0.838476 -0.282379
-2.850022 1.683661 0.898364
-2.27701 3.099999 0.873808

-3.876331 1.718988 1.28255

-2.934506 1.311007 -0.129833
-0.912958 3.224451 0.197518
-2.200515 3.468718 1.903526
-2.987371 3.763981 0.367459
-0.928208 2.985969 -1.311519
-0.202317 2.539064 0.677364

-0.51378 4.228127 0.38202
0.470747 2.796508 -1.894405
-1.426984 3.831018 -1.797719
-1.535394 2.10282 -1.554541
.148514 3.540881 -1.457636
.4679 2.985788 -2.973197
.078215 -0.132413 -1.576261
.788941 -0.660011 -0.169016
.162467 -0.119038 -1.733798
.702 -0.849628 -2.324809
.28709 0.267711 0.933898
.260734 -1.643625 -0.052528
.714387 -0.830012 -0.031661
.125048 -0.254939 2.358462
.772885 1.234532 0.862899
.348343 0.481523 0.759328
.693074 -0.452215 2.828878
.594538 0.461478 3.042045
.677677 -1.19501 2.488853
.049359 0.354926 2.4677
.642806 -0.440539 3.922479
.086063 -2.172696 -2.128799
.611931 -1.299002 -2.227111
.191743 -2.728094 -2.9763
-1.715815 -1.096789 -2.360623
0.465224 -2.671968 -1.298507
-1.273209 -1.512282 -0.27672
-0.772922 -0.533569 -0.248519
-0.440398 -2.487504 0.326411
0.03437 -2.117602 1.101296
2.520264 1.25812 -1.878008
3.045824 2.000088 -1.266587

OO OO R FRPWWERERANWRWWNANWOLR
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2.748058
1.026776
0.803791
0.467474
-2.043486
-0.996704
.017606
-2.580902
-1.97408
-3.59336
1.09026 -
1.496763

T OIINIINOIINI
1
N

conf_09

1
0.505218
0.330806
1.559546
-0.049428
.178583
.986208
.995143
.731145
.461383
.497072
.45301 -
.269418
.21371 -
.715983
.335319
.93935 -
.359245
.268121
.510392
.652774
.132085
.214737
.456211

OO NNMNOMNRPRPAPWNWPAMNWWNERREOO

-2.875232
-3.947148
-2.735476
-3.381669
-3.486672
-1.851848
-3.307832
-2.817002
-4.419874
-2.014337
-4.097887
-3.508973
-1.840745

I T TN IITINCIINIINONODIIITINCIINIINIINCOIINIIINNER

1.519749 -2.917415
1.401354 -1.628903
1.12196 -0.591819
0.693852 -2.268609
0.707495 1.747828
0.706452 1.418174
1.073115 2.780983
-0.722134 1.754702
-1.335019 2.430699
-0.725507 2.172338
1.66365 2.355329
-2.409856 2.80271

3.800318 -1.988293
2.313055 -1.760487
4.065021 -1.905429
4.380373 -1.246241
4.090775 -2.991368
2.271184 0.161862
3.362092 0.246058
2.00216 -0.597154
-0.482545 0.61657
-2.008713 0.690617
0.087282 0.866198
-0.171094 -0.417583
2.700094 0.23329
-2.30542 1.723305
-2.376266 0.087321
2.591721 -1.265228
-2.306249 0.798371
-3.762112 0.497211
-2.977177 -1.641231
-3.227511 -1.800241
-1.568711 -1.617337
-3.874148 -1.082141
-3.249758 -2.701009

-2.925307 -1.104911 -1.527412

-0.23104 -0.27522

-1.476652 -1.663559
-0.488195 -2.423101
-0.913092 0.990622
0.667985 -0.439033
0.109416 -0.083872
-0.018633 2.230799
-1.835085 1.173141
-1.220746 0.825558
-0.099066 3.009181
-0.299641 2.935099
1.025192 1.958331

-1.13306 3.330113

Page 178 of 272



Page 179 of 272

-2.074036 0.533779 3.901587
-1.119992 1.969418 -1.977786
-1.272613 0.963542 -2.095923
-1.534294 2.466769 -2.764666
0.915688 1.730158 -2.475678
-1.572638 2.241511 -1.08375
0.615752 1.837499 -0.328059
0.561136 0.739456 -0.333575
-0.446452 2.354192 0.457401
-0.65706 1.722045 1.175704
-1.946307 -2.276024 -1.540744
-2.208576 -2.994219 -0.755653
.059659 -2.816516 -2.487282
-0.4916 -1.861062 -1.368872
-0.337059 -1.469014 -0.355675
-0.26299 -1.030657 -2.062404
.43152 0.142973 1.550824
.444358 -0.2754 1.318339
.657121 -0.170382 2.578121
.372553 1.668551 1.51146
.67125 2.034259 2.271138
.34995 2.073019 1.795113
-0.901707 0.320793 2.201056
-0.091735 0.127756 2.680726

T OIINIINCDIINDIINIOINIIIIZIT
1
N

conf_10

.625548 -2.062373 1.783204
.110008 -0.653012 1.622679
.647367 -2.115557 1.400758
.024074 -2.786241 1.227733
.655718 -2.362311 2.833689
.617387 -1.011237 -0.906526
.316664 -1.850226 -0.996788
.699646 -0.461465 -1.851464
-0.756628 -2.754239 -1.820733
-1.804326 -1.643949 -1.795403
-0.797589 -3.336152 -0.890941
-0.998316 -3.459874 -2.622282
.155036 -2.052271 -1.212911
-1.951587 -1.273747 -2.816436
-1.421473 -0.785705 -1.229561
-3.113703 -2.523435 0.244973
-3.593915 -2.849097 -1.824261
-3.840511 -1.202187 -1.301802
-2.324683 -1.619504 1.190351
-2.694092 -3.534323 0.297997
-4.142915 -2.614647 0.610141
-1.262831 -1.64441 0.899133
-2.371012 -2.035987 2.204523
-2.228461 2.206051 2.01679
-2.068286 2.831777 0.631847
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Q.
0.
-0
-1

NNPWRPRWRRROR
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NFRPPRPORPRORO

conf
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-3
Co.
c1.
H o.
H -0
C 2.

-3.
.66677 -2.234453 -2.005236
.339323 -3.064569 -2.250339
.704119 -1.542757 -2.856442
.190381 -1.523466 -0.761657
.526396 -0.685384 -0.519087
.125988 -2.246612 0.067586

.451037 2.162788 -1.970354
.05121 2.172759 -2.718544

.590653 2.74694 2.727178
.257922 2.360597 2.359428
.660464 2.727028 0.058235
.346314 3.89004 0.696228
.780593 2.382427 -0.070347
.532211 3.390869 -1.306739
.370176 1.674044 -0.03507
051992 3.186817 0.758081

884556 3.48215 -1.824191
.919952 4.415639 -1.253054
.151011 2.860644 -2.039767

.512049 4.058907 -1.133567
.898323 3.983158 -2.796186
.695483 -0.506736 2.125446
.378132 0.391481 1.705441
.63015 -0.477507 3.141232
.684955 0.038827 2.244386
.082672 -1.24494 1.772984
.110347 -0.076811 0.194984
.156137 0.182431 -0.019509
.332432 1.096109 0.317532
.063525 1.460785 -0.55853

.904138 0.715667 2.090537
.855561 0.56371 1.790439
.973992 0.382147 3.133524
.782667 -0.167999 1.215799
.790067 0.226461 0.194675
820449 -0.112885 1.56726

11
.632635 -0.511745 1.66381
.418576 -0.790418 ©.194148
.349443 0.304129 1.779961
.705029 -0.216746 2.159881
.045706 -1.383688 2.177568
.758722 1.162263 -0.075483
.928279 0.477412 ©.131923

.059745 1.59689 0.884968

042814 2.467023 0.029181
146258 3.418035 0.477769
38846 1.874827 -0.828201
.156825 1.749535 0.837161
385454 2.714961 1.022082
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.747322 4.089555 1.247943
.430623 4.059745 -0.366251
.060214 1.782699 0.025072
.112285 2.143543 1.920543
.107177 3.46991 1.354996
.32312 1.132295 0.571854
.301521 2.337942 -0.892059
.352685 1.000657 -0.275237
.083734 0.613063 1.508921
.041738 1.913962 0.844465
.533008 -1.834006 0.237628
.756795 -3.056177 -0.244991
.894753 -1.216788 0.884113
.355797 -2.174213 0.878005
.502103 -2.749024 -1.064734
.489109 -3.678454 0.618325
.417911 -3.679557 -0.857707
.466702 -1.872453 -0.359296
.030099 -3.697132 -1.350433
.782549 -2.260271 -2.002794
.029209 -2.448503 0.968014
-0.409787 -1.767211 -1.012517
0.853112 -0.860464 -0.198057
0.830516 -2.372151 1.707083
-0.23832 -3.507953 0.867223
-3.417612 -1.896587 -0.001566
-3.153835 -1.873657 -0.99574
-3.822327 -2.80545 0.215522
-5.341075 -1.156749 -0.264752
-2.547764 -1.779169 ©0.582823
-3.941487 0.396619 -0.646185
-4.800309 1.074725 -0.744366
-3.649989 -0.196107 -1.907107
-3.34749 0.474336 -2.524673
4.104769 -0.979075 -0.88705
4.69082 -1.620881 -1.556402
3.291606 -0.574575 -1.502067
4
5
5

O R FRPOWNRERANNWURDMANMNWPARWNWEDOO

.994321 0.164287 -0.400595

.35575 0.723432 -1.271924

.885275 -0.257795 0.079621
-1.239585 3.191009 -0.359839
-1.667018 3.685145 0.522157
-0.997543 3.992465 -1.066845
-2.29321 2.288319 -0.994407
-3.159052 2.896039 -1.287807
-1.871197 1.868348 -1.918396
-1.119393 -1.71688 1.453246
-1.127064 -1.73939 2.413002

I orr N Irr O T NDIITNIOINIIIIZIIIINCIINIINIINCOIIIINIINIDT

conf 12

11
C -3.319963 0.137198 2.497472
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-1.

P RPONNREPPAPRANPANMNRFRPWERERNWNNNMNMNMNMNMNOORO®

-0
Q.
Q.

-0.
-1.

-0
-0

.088361 -0.108074 1.219376
.467644 1.170071 2.820458
.24758 -0.024524 2.365513
.674833 -0.510404 3.303289
.292628 0.991563 -0.255267
.851196 0.012375 -0.480403
796701 1.358603 0.647858

.363029 2.514722 -0.604683
.845026 2.515754 -0.954388
.211753 1.869834 0.268151
.055391 3.522931 -0.295096
.750192 2.966321 0.190407
.015799 3.16429 -1.821526
.132885 1.506899 -1.278357
.566475 2.192281 1.497402
.57328 4.029709 0.391216
.792633 2.896475 -0.138407
.695566 0.67543 1.380346
.587623 2.434959 1.928364
.303274 2.554851 2.224008
.953372 0.293726 0.666595
.439529 0.227166 2.349434

.133668 -1.948797 -0.445486
.807557 -1.740993 -1.169307
.331997 -3.025548 -0.372768
.933443 -1.539112 -1.073599
.610501 -2.412916 -0.506662
.901739 -2.133011 -2.189354
.605977 -0.668178 -1.280683
.340609 -2.261726 -1.33593
.470609 -1.984421 0.49593
.826774 -3.479745 -0.361239

.86896 -2.958508 -0.753927
511131 -2.680923 -2.334802
110775 -1.199079 -1.48171

.864298 -1.510834 0.724769

.253359 -1.550926 -0.225741

.342522 -2.193735 1.309912
.164485 -0.038389 1.400663
.846508 -1.778223 0.683271
.771277 0.834206 0.054751
.195223 1.811971 0.321688
.502026 0.267748 -1.026916
.40469 0.80996 -1.813316

.252245 -1.326672 0.945542
.532887 -1.789787 1.634037
.238355 -1.595964 1.336613
.090936 0.198573 0.988253
.373794 0.620146 0.0153
.800636 0.620119 1.709326

.52094 2.040097 -1.749909
.395605 2.708696 -2.608525

670882 -4.023791 -0.590481
726721 -2.877458 -1.427041
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.176488 1.052749 -2.086756
.006281 1.956217 -1.402276
.381444 2.953771 -1.139431
.548551 1.64551 -2.305227

.305825 -2.370917 0.486788
.570688 -2.358471 1.106184

conf_13

I I rrZ2ZIXIIrITITITONOIINIINIINCOHODIIITINIINCIINIINOIINIIINNIE

P RWNMNNUBRMPUPDARWNDREREDNDW

1
1.
1.
Q.
Q.
2

Q.
1.
Q.
-0

189349 4.223351 -1.132108
30951 2.990788 -0.258438
579127 4.97776 -0.635131
722881 3.983505 -2.090442
170129 4.67406 -1.311281
.11582 3.031119 0.522299
.286455 3.910432 -0.105753
.791181 3.391446 1.507093
.668679 0.280601 1.692634
.362953 -0.130175 0.392605
.345152 0.928804 2.261707
.505936 -0.603704 2.317972

.502692 -0.938842 -0.574919

.738777 0.760197 -0.124472
.25208 -0.717287 0.649189

.935434 -2.224155 0.013291
.679267 -0.31242 -0.950335

.102128 -1.182189 -1.460424

.231182 -3.11629 -1.005673
.753861 -2.793279 0.47035
.248481 -1.986161 0.835511

.960411 -3.447085 -1.754432
.889528 -4.027515 -0.502284

632408 -2.90828 0.142485
858499 -2.384866 0.885167
900798 -3.825152 -0.398666
.131908 -3.201384 0.86931

.132343 -2.399724 0.043082
.033483 -2.99465 1.779169
.649916 -1.368044 1.245678
.366204 -1.840127 0.754931
.976745 -1.855115 -0.897709
.328477 -3.437027 -0.247377
.619472 -0.365867 0.528536
.269661 -2.357535 0.413236
.303919 -2.043314 1.832666
.764462 -0.166528 -0.537726
.519612 -0.033033 1.055352
.263884 2.020168 -0.900748
.678319 1.35689 -0.195565
.027035 2.504568 -1.370586
.72927 3.24492 0.717956
.716368 1.496782 -1.596693
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C 0.011703 2.203 -0.068809

H 0.231948 1.36164 0.606043

0 -0.279162 1.693411 -1.364014
H -1.007639 1.067763 -1.312867
C 0.034827 -1.898651 -0.831327
H -0.363619 -1.055476 -0.247798
H 0.827184 -1.481286 -1.466505
C -1.05535 -2.467424 -1.736549
-0.604885 -3.214524 -2.400693
-1.424424 -1.672922 -2.396577
-2.33197 0.993699 1.505579
-1.920463 1.247151 2.490876
-1.618808 0.287892 1.058095
-2.425571 2.258088 0.660529
-2.809239 2.019304 -0.338796
-3.171756 2.929544 1.098725

0 3.515931 0.475772 0.914864

H 3.287331 0.300878 1.831742

I T OHOI ITNhIXIT

conf_14

1

0.313626 -2.135213 1.270356
0.802205 -1.861722 -0.137034
0.904532 -1.560436 1.983485
0.409516 -3.19447 1.52078
-0.72892 -1.830296 1.384343
.310501 -1.964354 0.508066
.178283 -2.586301 0.256175
.04322 -2.22427 1.537844
.347515 1.944291 1.015805
.357346 2.450206 -0.4292
.357043 2.045392 1.430692
.70845 2.587246 1.630114
.061058 2.216285 -1.200046
.184652 1.985161 -0.977239
.580288 3.523121 -0.420085
.838083 2.899708 -0.604307
.867645 1.135022 -1.277764
.194026 2.559918 -2.232564
-0.451861 2.532473 -1.325738
0.981156 3.987397 -0.642211
0.747872 2.647214 0.458741
-0.651539 1.459665 -1.174226
-0.308622 2.658468 -2.406083
-2.19702 1.887696 1.15993
-3.272666 1.081591 0.443525
-2.456724 1.969704 2.222213
-1.250743 1.328148 1.129199
-3.599768 -0.227113 1.151383
-2.950706 0.886523 -0.587205
-4.187509 1.682395 0.35997
-4.511313 -1.15302 0.352061

NFRPOWARANNPPWWWAW

NI ITNIITINCOIIIINIINIINCIINOIIONOIIIONONE
NEFRNWERN
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-2
-3

.072171 -0.003819 2.113593
.669799 -0.75703 1.395657
.847503 -1.788956 -0.851541
.38906 -0.600494 -0.004492
.904568 -1.94995 0.997014
.413875 -1.037643 -1.515342
.56305 -2.376163 -1.435069
.117156 -2.555681 -1.109411
.006718 -2.1897 -2.05461
.133877 -2.505503 -0.840995

.753107 -0.795764 -0.367888
.172811 -3.541765 -1.127886
.204596 -2.401476 -0.441641
.479201 -2.074338 -1.458392
.022703 -3.814207 -0.43812
.866643 -4.259057 -0.545952

.991996 3.291241 0.596849
.899335 3.879837 0.776404
.199198 3.788567 1.166581
.666919 3.349392 -0.89553
.50109 4.39684 -1.173052
.538685 3.025736 -1.476056

.880066 0.499464 1.178402
.908917 0.232462 2.241828
.825572 0.439041 0.883336
.726718 -0.497352 0.393949
.755759 -0.217879 -0.666428
.76025 -0.409705 0.745264

.745078 -2.639095 -0.475573
.069682 -3.325937 0.113993

conf_15

1

-4.227888 -1.093526 1.639282
-4.50954 -0.949719 0.161265
-5.049273 -0.653897 2.209406
-3.30471 -0.588633 1.931634
-4.157515 -2.145183 1.928599
-3.789465 1.56619 0.167765
-3.958296 1.708848 1.24139
-4.095398 2.510652 -0.300599
0.069793 2.086001 0.026439
1.056615 3.225519 0.246148
0.217384 1.683624 -0.987169
0.299818 1.270169 0.727519
2.502628 2.840075 -0.050704
0.972415 3.587463 1.279006
0.76972 4.065653 -0.397341
3.087104 1.806931 0.906129
3.127423 3.740263 -0.017362
2.562462 2.470991 -1.082477
4.536073 1.434484 0.601258

NI ITITNIINCIINOHODIINIITIITNONHEKE
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.473715
.027216
.898197
.159451
.185164
.465557
.925867
.263397
.939778
.775247
.799089
.35363 -
.537489
.603766

P RPRFRPRWWPRPRPUVUWWAMUUDWNDN

0.8
2.1
0.7
2.3

-3.
-3.
2.4
-3.
-2.

96466 0.89821

97206 1.929819
54577 1.380526
33191 0.678925

.593302 -0.101041
.889799 -0.466527
.298553 0.92315

.791943 -0.081718
.811914 -0.47016

677856 0.230806
215066 -1.458862
18227 0.880674
791269 -0.757533
11134 -1.243288

-0.155163 -2.490078 0.950366
1.671899 -1.404483 1.161307
1.749366 -3.076765 1.663724

-0.506523
-0.509247
-3.423383
-3.491326
.575089
-5.412741
-2.441661
-4.740311
-5.757361
-4.705519
-4.919628
3.920238

4.125291

2.854803

4.760813

4.571066

5.821599

-1.39197

-1.560683
-1.631605
-2.315932
-2.178276
-1.987065
-0.786949
-0.249596

IOIrXrr N IrrNITIT NI INCIOINIIIITZITIIITINIINCIINIINNODIIIIT
1
w

-2.
-3.

0.8
1.5
0.5
2.4
2.
3.
1.
1.
Q.
-1
-0

4E-3-DeoxySO

conf_00

1

N ITITOONOR

257451 1.962502
489756 0.682425
.583792 -0.670116
.168223 -1.6089
.587415 -0.75638
.506859 -0.101712
.457612 -0.311164

.486895 -0.336087
.744718 -0.013414
.351634 -1.75211

.185752 -2.176907
.438812 -1.06016

.775234 -2.084222
.171022 -1.045306

03875 -0.774492
48113 -1.555925
42423 -0.867233
77718 0.199791
831633 1.224405
319521 -0.461028
306701 -0.102046
015214 -1.152022
460736 ©0.511522
.590565 0.018675
.794744 -0.053418

1.403461 -2.109319 1.998782
0.572978 -1.520785 0.870969
2.013965 -1.331413 2.47572
2.074277 -2.86703 1.58007
-0.997425 -1.880214 -1.011448
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-2.330016 -1.967379 -0.991302
-0.524578 -1.229453 -1.748999
-3.244571 -1.210301 -1.895303
-2.801373 -2.639652 -0.269979
-4.338991 -0.450722 -1.134462
-3.727677 -1.913193 -2.584638
-2.656683 -0.525419 -2.514935
-3.834031 0.435804 0.000669
-5.058741 -1.168838 -0.725944
-4.895121 0.159475 -1.85384
-2.775121 1.456375 -0.396711
-3.443936 -0.201319 0.812003

-4.688148 0.958097 0.44618
-2.407333 2.404992 0.742026
-3.135604 2.044952 -1.249119
-1.879625 0.937449 -0.766204
-1.152116 3.235131 0.484305
-2.277373 1.835011 1.676762
-3.257054 3.068268 0.933601

-1.11031 4.071554 1.189957
-1.208385 3.682425 -0.515629
.669699 2.344527 0.377946
.83221 1.354007 -0.769992
.672874 1.803493 1.336707
.551697 2.993151 0.406562
.016738 0.413712 -0.584127
.956944 1.910394 -1.707683
.909086 0.773203 -0.901878
.2355 -0.564235 -1.734844
.894797 -0.150186 0.353825
.921942 1.016487 -0.447989
.139805 -1.612384 -1.875954
.1947063 -1.072231 -1.591523
.328333 -0.003243 -2.672241
.053221 -2.207011 -0.957829
.355167 -2.307341 -2.691262
.164577 -1.1611 -2.088658
-0.525618 -0.71206 1.503056
-1.31864 -0.667761 0.841168
-0.240311 0.247625 1.71651
1.17887 -0.831309 0.279248
-0.815637 -1.194731 2.362902
-0.083375 -2.559781 -0.04236
-0.624067 -3.293451 0.564326
.135442 2.429705 0.601156
.218796 2.062642 1.642105
.078737 1.556103 -0.063297
.410414 3.202693 0.290607
.488085 4.046316 0.9849
.33168 3.638958 -0.712838
.722262 -3.088722 -0.56053
.473759 -2.661222 2.90988
.922892 -3.088954 3.642288

NWWwWRARuUuwpwphRkRrNMNPWNDNDN

OO0 RrRrPFRPPFRPROOO®
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conf_01

-2.972611 -2.239759 -1.617886
-2.638145 -0.771656 -1.41224
-2.403406 -2.651593 -2.461804
-4.040361 -2.325465 -1.847687

-3.082397 1.335858 -0.139907
-2.468295 1.693363 0.991551
-3.220686 2.077182 -0.927272
-1.899912 3.038437 1.297297
-2.359807 0.943783 1.780162
-0.370704 2.997154 1.424109
-2.328066 3.390439 2.242448
-2.193085 3.758056 0.525435

0.342516 2.820543 0.090597
-0.084913 2.187616 2.109708
-0.027005 3.923297 1.895324
1.833329 2.546751 0.233846
0.186981 3.715072 -0.526339
-0.128504 2.002297 -0.47431
.58801 2.45089 -1.090314
.974255 1.625626 0.815405
.284633 3.342742 0.836865
.055922 1.400613 -2.066513
.644063 2.252551 -0.879405
.563042 3.426557 -1.589047
.704379 1.379855 -2.949482
.069575 1.712573 -2.434261
.185593 -2.089208 -0.653585
.112723 -2.4248 0.381546
.15994 -2.416072 -0.273667
.000994 -2.682586 -1.557793
.235607 -1.648894 1.686997
.155116 -3.498986 0.598148
.119092 -2.261188 -0.059855
.204642 -2.027504 2.745993
.159085 -0.570684 1.491257
.241038 -1.805759 2.094683
-0.23551 -1.737222 2.340662
1.428832 -1.480584 3.6675
1.303438 -3.090995 2.992805
-0.341856 -0.691467 2.021277
-0.926609 -1.893098 3.17291
-0.569076 -2.401756 1.533772
-1.250051 -0.701876 -0.851416
-1.122442 0.226332 -0.416947
-0.503821 -0.845402 -1.534728
-2.624738 -0.246232 -2.370557
-1.155285 -1.416982 -0.117014
-3.562351 -0.055214 -0.421112
-3.61448 -0.642619 0.501339

C 1.957456 -0.010819 -1.49327

I NI IIITZIIIIINIINODIINIINNDIIIINDIINIINOIINDIINININOOIINONIERE
WINEFEFRFRPNMNWPANWENMNMNWNMNEN
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1.
1.
3.
3.
4.

275921 -0.002117 -0.630875
51949 -0.675506 -2.257795
280235 -0.612447 -1.035932
664834 -0.03333 -0.189201
02026 -0.500093 -1.836388

-4.565332 -0.046534 -0.858433

-2
-2

.63094 -2.88199 -0.407561
.86427 -3.812398 -0.436802

conf_02

I T T T NODIITIONODIINIINNIITIINIINIIONODIINIINININOIIONONIE

1

-0
-0
-1
-1

OOMNNORNNPWNPAPUWNPAPRPWWONLER

.743923 2.812943 1.455548
.060299 1.856009 0.493482
.440237 2.271595 2.109322
.314253 3.545344 0.874345

.465482 1.524729 -1.434512
.795328 1.398382 -1.424962
.874105 0.812592 -2.012304
.552147 0.325731 -2.134733
.38822 2.128014 -0.867451
.521346 -0.430797 -1.216688
.130904 0.777938 -2.949063
.84575 -0.365507 -2.605448
.898806 -0.971792 0.067751
.357209 0.226926 -0.953358
.955521 -1.258305 -1.787487
.672755 -1.853219 -0.132097
.640664 -0.127437 0.728975
.661165 -1.531526 0.621154
.153167 -2.464068 1.167764
.913121 -2.660164 -0.834878
.878696 -1.273801 -0.622463
.750205 -3.057115 1.055194
.160797 -1.705119 1.967516
.856885 -3.232566 1.503308
.552487 -3.712469 1.909871
.693479 -3.693 0.163256

.777666 -1.399522 0.587926
.707712 -0.704901 -0.769161
.645996 -0.658679 1.392767
.783598 -1.805992 0.730038
.532092 0.577431 -0.858105
.032594 -1.407622 -1.544848
.663212 -0.47375 -1.022717
.027487 0.402858 -0.595847
.395652 1.019173 -1.853292
.138372 1.311767 -0.138448
.709152 -0.56169 -1.556126
.506382 1.385283 -0.669127
.187082 0.070639 0.436721
.551517 -0.261267 -2.597161
.787135 -0.591602 -1.380644
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-5.334888 -1.583997 -1.446189

0.933531 1.05887 1.290855
1.680031 0.736859 0.651888
0.515785 0.233172 1.727698
-0.785861 1.146916 0.089291
1.330435 1.678355 2.008581
0.700942 2.540301 -0.645912

1.

-0.
-0.

Q.
-0

36769 3.304825 -0.233955
338573 -1.994403 0.983096
340316 -1.436559 1.938865
.095534 -1.285619 0.179281
.751322 -2.517275 0.76035
.03069 -3.155256 1.605507
.761302 -3.162817 -0.126611
.040037 3.051946 -1.268197
297011 3.413076 2.200805
.05081 4.063398 2.815012

conf 03

INDIITNNONOIITIINIINIINODIINIININIONOONOIINONIERE

N W WwWNNNDN

1

1.472434 -2.500355 1.825654

Q.
2.
2.
-0

-2.

-2.

Q.
-0

.238442
.161366
.158698
.235944
.205607
.273333

654686 -1.747999 0.789405
018854 -1.800809 2.471782
201051 -3.130368 1.304606
.794069 -1.81272 -1.216585
124367 -1.913436 -1.275646
.30451 -1.035009 -1.804796
.995423 -0.9986 -2.071537
.622671 -2.704499 -0.709922
.095375 -0.334551 -1.231057
.472176 -1.565074 -2.880066
.370303 -0.23971 -2.553204
.614476 0.301068 0.070878
.867506 -1.074654 -0.993848
.584262 0.424876 -1.850131
.461449 1.287258 -0.070258
.328809 -0.497441 0.77677
.460468 0.802529 0.554198
.089927 1.960171 1.252832
.718982 2.045689 -0.817306
.579758 0.77562 -0.484446
.646782 2.451496 1.319125
.27313 1.260272 2.083007
771051 2.7974 1.440663
037689 1.586803 1.269275
.459957 2.921414 2.292173
.774594 0.35536
.756712 -0.775277
.250204 1.317869
.228184 0.358291
.654885 -0.657801
.267254 -1.740135

NOWNEN
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.160025 1.300321 -0.802522
.108482 -0.403927 -1.748672
.120492 0.175973 0.33142
.209319 1.096598 -0.669722
.055433 -1.575194 -1.536213
.309101 0.062119 -2.719928
.073933 -0.770696 -1.814169
.096368 -1.240689 -1.508244
.96886 -2.316598 -2.334621
.856723 -2.083034 -0.584416
-0.514385 -1.132755 1.508765
-1.268833 -0.965034 0.822031
-0.289523 -0.242496 1.956633
1.237678 -0.92697 0.366682
-0.829869 -1.805012 2.219883
0.095627 -2.627176 -0.333532
-0.439261 -3.47996 0.09707
-0.254171 3.412438 0.204558
-0.428818 2.936204 -0.767029
-0.920452 4.282505 0.234492
.195403 3.889746 0.286017
.315028 4.534664 1.164353
.402593 4.522939 -0.584043
.95329 -3.021987 -0.887639
.539051 -3.260467 2.567211
.981001 -3.804966 3.222445

WWuUunwhpPpwweR

[N RN

conf_o4

INDIINIITIONOIINIININDINOONOIINONIEE

-3.105258 -2.869301 0.492259
-2.105868 -1.808574 0.059027
-2.865741 -3.242765 1.496358
-3.052668 -3.707521 -0.210619
-1.300932 -0.277474 -1.743379
-1.750791 0.95228 -2.009651
-0.226087 -0.457497 -1.729601
-0.901482 2.14318 -2.301752
-2.831655 1.115437 -2.04773
-1.216933 3.333915 -1.388847
-1.08364 2.448333 -3.339479
0.156257 1.869352 -2.240525
-0.970495 3.082507 0.095251
-2.262498 3.628125 -1.538119
-0.613088 4.18838 -1.712344
0.489082 2.834561 0.454713
-1.593181 2.237471 0.428606
-1.335166 3.944317 0.666086
0.739928 2.629106 1.946453
1.076743 3.695652 0.116134
0.877224 1.976147 -0.106968
0.126305 1.360419 2.540798
0.35451 3.493724 2.498917

Page 191 of 272
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I OIXIrXrr N ITITNCINIITIIZITIIIINIINOIINIINONII

-0

PUDMDPPDPDPANNMNMNPANMNRENWNNNO

-1
-4
-5

.970764 1.445542 2.514625

.384655 1.312157 3.604557
.502132 -1.540049 1.368968
.10995 -1.815088 -0.082783
.08111 -2.329021 2.005316
.588822 -1.629783 1.470379
.576429 -0.764267 -1.089427
.01778 -1.91079 -0.159319
.502503 -2.796229 -0.369979
.085107 -0.526618 -1.118316
.073769 0.190805 -0.885323
.249527 -1.070534 -2.09194
.895828 -1.767064 -1.466762
.417057 -0.130039 -0.151317
.295455 0.261225 -1.849697
.795392 -2.549426 -0.708561
.959346 -1.53003 -1.548142
.577163 -2.190798 -2.424894

.409354 -0.56577 0.847691
.058723 0.246853 0.311963
.961656 -0.556813 1.764949
.088818 -2.108858 0.320655
.430148 -0.504387 0.954237
.187723 -1.441675 -1.425737
.228865 -1.222939 -1.68503

.57198 0.062059 1.867376
.083038 -0.793751 2.364522
.246277 0.052464 0.817662
.076377 -0.177428 1.90868
.422249 -0.078908 2.944217
.582839 0.61441 1.346375

.890199 -2.328603 -1.993864
.36699 -2.231925 0.471777
.068669 -2.84881 0.691556

conf_05

1

1

C -0.669371 -3.166166 -1.610159
C -1.209741 -1.764236 -1.382055
H ©.383073 -3.127598 -1.921057

I NDIITNHhINOINNTI

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

249957 -3.63994 -2.409184
169874 -0.331961 -0.791926
397197 0.060424 0.465077
255396 0.394103 -1.599951
684975 1.456119 0.908478
.335804 -0.687742 1.260563
.415087 2.120483 1.466518
.460734 1.436945 1.679597
.072765 2.049604 0.073986
.45532 2.578569 0.375181
.909374 1.423346 2.150895
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-2.696736
-0.074272
-1.898368
-1.36058

0.789672

0.444905

-0.18702

.008632

.757484

.324069

.650713

.05612 2.
.776037 ©
.057374 -
.714402 ©
.061439 ©
.548329 -
.738903 -
.227776 -
.080186 -
.740744 -
.343402 -
.303727 -
.954458 -
.475745 -
.907681 -
.996352 -
.399624 -

wWhwWNDWNWER

O OFR R NRFRPWERMNMNMNWNMNMAPPPWWOROREPR

-0.552097 -1.234361 -0.143158

-1.11277 -
0.412691 -
-0.91869 -
-0.538144

-2.726259 -1.714088 -1.159383
-2.990701 -2.431194 -0.375479

.641962 1
.940761 ©
.756391 1
.98931 1.
.84741 1.
.59973 2.
-3.202818
-0.814517
-0.521994

WINNEFEOR

conf_06

N ITITOONOR

1

-3.666764
-2.928478
-4.716504
-3.626442
-2.441457

2.981442 2.080686
2.956172 0.896729
3.437748 -0.144477
.799091 -0.39497
.703581 -0.116349
.050908 1.245507
.585143 1.787295
.986204 -1.447918
.93178 0.34286
.67407 -0.3236
.61246 -2.077697
905034 -1.985007
.288029 -0.791375
0.979218 -0.335794
.373569 -0.231703
.169788 -1.843262
0.944271 1.101
1.830394 -0.447838
1.199711 -1.031438
2.304264 1.611178
0.201508 1.206706
0.571038 1.757228
2.224451 2.917279
2.950997 1.741638
2.811925 0.84405
1.766 3.705243
3.212374 3.268422
1.608723 2.818719

0.441828 0.207691
0.927712 -0.296721
1.104262 -2.203239
-1.985531 0.558043

.601427 -1.340711
.937219 -0.811857
.184167 -2.34966
586184 -0.628693
805601 0.435931
408377 -1.019734

-2.052791 -2.083774
-3.834253 -0.374156

-4.745805 -0.44152

-1.530451 -0.942403
-0.217186 -1.095213
-1.375875 -1.214529

-1.870853 0.102616
2.082984 -0.270272
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-1.507787 2.451837 0.608209
-2.588021 2.669866 -1.177426
-0.583759 3.615753 0.480896
-1.396837 1.862631 1.522503
0.88467 3.192036 0.58741
-0.806713 4.32135 1.290365
-0.765818 4.145678 -0.460325

.394698 2.402803 -0.611903
.015967 2.594403 1.499521
.506759 4.082376 0.721766
.717281 1.704157 -0.326941
.494528 3.068345 -1.478575
.641487 1.654887 -0.904184
.356162 0.995909 -1.518708
.565029 0.991344 0.494557
.428936 2.442862 0.059676

.475074 -0.034128 -2.226758
.278171 ©.512539 -1.178223
.669091 1.743374 -2.256695
.077968 -0.544136 -2.98636
.682227 0.484162 -2.782378
.159124 -3.048061 0.284832
.872511 -2.714377 1.039422
.886434 -3.469053 0.987713
.938124 -3.846748 -0.433176
.982646 -1.569442 2.037483
.525777 -3.613428 1.561684
.078517 -2.494059 0.307803
-0.33897 -1.219087 2.708271
1.
2.

O OO FRLR NONRFRPRWWANWNWORNRRPR

1.383167 -0.671876 548388
1.715166 -1.833564 2.809827
-0.226213 -0.071895 3.700111
-0.745443 -2.106633 3.206889
-1.088804 -0.955131 1.939732
0.456999 -0.331164 4.513538
-1.191805 0.175998 4.148613
0.168529 0.830733 3.221663
-1.464356 -0.514551 -0.959045
-0.915056 0.345486 -1.070952
-1.181254 -1.221072 -1.643792
-3.047713 0.142643 -2.121801
-1.24019 -0.887366 -0.029281
-3.307775 0.871076 -0.098636
-3.219203 0.482952 0.923307
1.837256 -1.079939 -1.315516
1.129308 -0.575981 -0.642637
1.254022 -1.779114 -1.93388
2.808635 -1.875639 -0.453115
3.28639 -1.202628 0.267397
3.619269 -2.261452 -1.081485
-4.363686 1.113535 -0.258046
-3.012814 -2.435708 -1.805834
-3.476498 -3.275598 -1.836839



conf_07

1

-3.433005 0.773705 -1.573135
-2.051497 1.382101 -1.450326
-4.096317 1.503042 -2.05043
-3.834117 0.540055 -0.576259
-0.514957 3.011554 -0.333182
0.230827 2.847656 0.761284
-0.097878 3.53525 -1.193687
1.630899 3.321364 0.965435
-0.219586 2.344043 1.621155
.575333 2.183554 1.367893
.614597 4.070151 1.766958
.997921 3.82951 0.067148
.977691 1.27606 0.209795
.092956 1.585373 2.152842
.475255 2.604632 1.826171
.488356 -0.078126 0.687965
.740898 1.775485 -0.399726
.117335 1.136174 -0.461342
.072969 -0.984073 -0.39374
.66897 -0.59606 1.205972
.255191 0.0851 1.454243
.164178 -1.233769 -1.598805
.347072 -1.939174 0.067532
.012178 -0.552444 -0.757685
.614375 -2.007172 -2.231033
.127296 -0.329247 -2.217861
.114698 -3.142181 -0.026016
-0.330828 -2.210885 1.099965
-0.03427 -4.17948 0.290402
-0.541455 -3.007366 -0.899979
-1.843561 -2.117434 1.268135
0.084994 -1.203287 0.940932
0.119237 -2.537952 2.044152
-2.285026 -1.02239 2.232642
-2.234319 -3.081739 1.612449
-2.324853 -1.965454 0.286857
-3.7943 -0.93095 2.393462
-1.888169 -0.046046 1.902144
-1.816615 -1.192573 3.208438
-4.291719 -0.749257 1.433721
-4.080432 -0.12735 3.076182
-4.200166 -1.86431 2.793051
-1.11921 0.281963 -1.041948
-0.161802 0.639715 -0.955975
-1.156338 -0.484709 -1.719298
-1.706108 1.693112 -2.440982
-1.376621 -0.110311 -0.129596
-1.929736 2.527105 -0.453869
-2.304289 2.202849 0.524752
C 1.734904 -1.632167 -1.248324

OWWUIPAWEANMNPEANWWWNNRERN

I NI IIITZIIIIINIINODIINIINNDIIIINDIINIINOIINDIINININOOIINONIERE
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1.299454 -0.813 -0.660729
1.15013 -1.70959 -2.176726
1.563371 -2.925743 -0.460757
2.211256 -2.918488 0.423567
1.896438 -3.767471 -1.076941
-2.589037 3.332807 -0.794343
-3.267712 -0.394166 -2.348993
-4.117192 -0.787526 -2.561031

conf_ 08

I T T T NODIITIONODIINIINNIITIINIINIIONODIINIINININOIIONONIE

.099893 3.710822 -0.124179
.582975 2.312012 -0.472168
.003404 3.758754 -0.151195
.496787 4.413611 -0.864528
.504085 0.787811 -0.937597
.183764 0.058264 -0.048479
.211294 0.33068 -1.883263

.600307 -1.361909 -0.231901
.496247 0.532717 0.886021
.064782 -2.29111 0.863275
.696087 -1.402365 -0.212038
.294457 -1.713779 -1.22178
.544179 -2.395548 0.926305
.448452 -1.960196 1.835686
.481734 -3.290199 0.697477
.899551 -2.912303 -0.354986
.118659 -1.415795 1.19603
.273977 -3.058449 1.75687
.423745 -3.277584 -0.207472
.444298 -3.806239 -0.681391
.02663 -2.181816 -1.163574
-0.497365 -2.13597 0.215829
0.333672 -4.087585 0.525434
0.063434 -3.688866 -1.157663
-0.198392 -1.761517 1.205463
-1.506685 -2.537741 0.34981
-2.980525 -0.192942 -0.522454
-3.896796 0.943427 -0.086826
-3.212382 -1.097752 0.047343
-3.169152 -0.433552 -1.576466
-5.380208 0.671938 -0.31728
-3.612981 1.855992 -0.628037
-3.731241 1.153616 0.979428
-5.944183 -0.487388 0.496418
-5.553921 0.48566 -1.385531
-5.945102 1.580062 -0.075209
-7.445692 -0.652808 0.313638
-5.717424 -0.324093 1.558352
-5.442987 -1.421618 0.21677
-7.982701 0.248848 0.62434
-7.831637 -1.488825 0.902386

NNONNMNREPRPARANPUPADNPMPWPHAPNWRORRER
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-7

WWRRORR

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

.255589
.865028
.276238
.028902
.445473
.089412
.623277

.696876 -0.841355 -0.734917
.431245 0.698416
.598628 0.661915
.125722 0.695246
.919426 -1.32842
.968788 1.553423
.209786 -0.718685
.648052 0.130958
.546169 -0.975497 -0.771787
47008 -0.58106 -0.918719
.845974 -1.345705 -1.759829
.502186 0.143323 -0.357162
.29728 1.054983 -0.938935
.353538 0.392075 0.711668
318404 2.823413 -1.595589
591531 3.968373 1.175727
362959 4.855843 1.460796

NNRRROR

conf_09

INDIITNNONOIITIINIINIINODIINIININIONOONOIINONIERE

N W WwWNNNDN

1

1.
Q.
2.
2.
-0

-2.

-2.

Q.
-0

472449 2.500352 -1.8255
654617 1.747991 -0.789351
018753 1.800841 -2.471758
201173 3.130148 -1.304329
.794273 1.812664 1.216521
124569 1.913301 1.275611
.304643 1.034964 1.804687
.995588 0.998398 2.07147
.622924 2.704343 0.709907
.095493 0.334389 1.230915
.47235 1.564808 2.880037
.370466 0.239487 2.553098
.614446 -0.301163 -0.070996
.867606 1.074497 0.993684
.584431 -0.425079 1.849897
.461422 -1.287357 0.070226
.328716 0.497381 -0.776817
.460369 -0.802623 -0.554435
.089769 -1.960182 -1.252861
.719013 -2.045834 0.817209
.57977 -0.775749 0.484529
.646609 -2.451454 -1.319107
.272958 -1.260242 -2.083007
770869 -2.79741 -1.440782
037835 -1.58674 -1.2692
.459733 -2.921336 -2.29216

ONORRR
R ONRBR

.238613 -2.774568 -0.355306
.161456 -1.756614 0.775251
.15895 -2.25025 -1.317861
.236102 -3.228186 -0.358132
.205718 -0.654804 0.657848
.273305 -2.267116 1.740143
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.160129

.120744
.209441
.055281
.308778
.073773
.096237
.968528
.856696

WWuUunwhpPpwweR

.195566
.315217
.402736
.952911
.539191
.981069

T OIIXTITNIINCINIIIIZITIIIINIINITIT

[N RN

-1.300184 0.802368

.108354 0.404083 1.748627

-0.175971 -0.33142
-1.096477 0.669976
1.575388 1.536299
-0.061886 2.719958
0.770803 1.81387
1.240938 1.508521
2.316802 2.334675
2.083196 0.584461

-0.514339 1.132695 -1.508802
-1.268901 0.965065 -0.82219
-0.289454 0.242391 -1.956563
1.237601 0.927031 -0.366496
-0.829619 1.804955 -2.220017
0.095356 2.627204 0.333476
-0.439634 3.479872 -0.097225
-0.254021 -3.412427 -0.204559
-0.428722 -2.936229 0.767031
-0.920267 -4.282521 -0.234548

-3.889703 -0.285942
-4.534659 -1.164241
-4.522839 0.584161
3.02222 0.887597
3.260845 -2.566833
3.802977 -3.224078

5E,14Z-1-Deoxyspinghadiene

conf_00

1

-3.539768
-2.354303
-4.327979
-3.966829
-1.368946
-1.841408
-2.732501

I T OHODIITNDIITONOIINIITITONR

1.

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

640057
574039
855217
849544
612878
275132

NOOR KRR

-0.237386 -2.241416 1.238882
-0.647186 -2.368213 -0.210671
-0.376023 -3.199605 1.744514
-0.83515 -1.491748 1.762419
0.815864 -1.970018 1.326515
-3.154406 -2.202786 0.402022
-2.962053 -2.419413 1.457656
-4.100982 -2.707928 0.167282
.050415
.312253
.782084
.063074
.155256
.235665

58598 1.490081

-0.14067 3.476291 0.407638
-1.888527 2.966728 -0.74555
-1.045319 1.587022 -0.073407

C 0.703102 3.717905 -0.843977
H 0.465981 3.024011 1.202374
H -0.461896 4.447079 0.801305
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.597215 4.289937 -0.570483
.135972 4.354794 -1.532416
.307967 0.239041 -1.526466
.813604 -0.888137 -1.004724
.144015 0.266889 -2.604716
.24941 -1.080231 0.41244
.024574 -1.71082 -1.68784
.764738 -0.887307 0.5647
.000045 -2.09438 0.749791
.73716 -0.377601 1.080381
.233867 -1.10956 1.993667
.026222 0.123202 0.232568
.283061 -1.575614 -0.112105
.750536 -0.41105 2.684103
.313331 -0.965535 2.079647
.007759 -2.125347 2.332839
-0.513948 -1.049904 -0.91224
-0.938172 -1.149397 -1.841359
0.482862 -0.766837 -1.015548
0.031694 -3.038938 -0.744824
-1.046104 -0.32778 -0.411057
-2.072169 -2.876113 -0.442651
-2.058635 -3.945909 -0.197614
-2.275233 -2.693159 -1.836225
-3.095586 -3.1054 -2.117361

VT PUTUVITUITN WA W WNNMNNO R

2.007597 1.512757 -0.786812
1.550163 1.292303 0.186935

2.949205 2.024149 -0.546525
1.121689 2.457214 -1.593132
0.226464 1.920371 -1.937756
1.655711 2.743814 -2.505888

-3.210464 0.187432 1.166105

-2.899042 -0.146264 2.158976
-3.334232 -0.726606 0.199488
-3.676791 -0.405447 -0.784867

conf_01

ITINODITIITNONONOIITNOIITITNODONR

.052223 3.979408 -0.812027
.376372 2.523442 -0.559009
.871337 4.484296 0.138105
.155764 4.08197 -1.427944
.884678 4.496267 -1.297938
-0.415369 2.197655 1.269158
-0.905999 3.155322 1.07061
0.35641 2.359008 2.030439
-3.685437 0.132062 1.799097
-4.396027 -0.420207 0.556724
-4.446894 0.519288 2.486256
-3.165296 -0.670932 2.33109
-3.477404 -0.978756 -0.527084
-5.021021 0.368267 0.121276

RPOORRR
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-5.085141 -1.208123 0.880387
-2.570089 -2.116765 -0.071959
-2.877261 -0.166616 -0.961301
-4.102184 -1.337822 -1.353401
-1.807813 -2.785676 -1.216527
-3.191203 -2.872303 0.423626
-1.868566 -1.762338 0.693787
-2.512068 -2.981747 -2.033001
-1.450596 -3.769141 -0.888417
.847561 -1.477431 -1.474854
.889519 -0.904017 -0.852046
.931418 -1.630403 -2.552202
.058778 -0.708885 0.622632
.76256 -0.658561 -1.460798
.038994 -1.724209 1.222286
.099194 -0.795082 1.14368
.445665 0.299269 0.829171
.248082 -1.51505 2.713525
.997318 -1.653311 0.695335
.658401 -2.733228 1.030522
.657102 -0.521446 2.9228
.94562 -2.250901 3.119891
.307222 -1.612368 3.264475
.728269 1.850389 -1.861969
.020142 0.861405 -1.692331
.45753 2.342821 -2.376228
.249262 2.416495 0.089587
.868409 1.811714 -2.421971
.228729 1.681531 -0.012492
.629841 0.677322 0.187394
-0.703866 1.610734 -1.074146
-1.508419 1.196435 -0.733884
0.60821 -2.041543 -0.850917
0.820127 -3.09331 -0.608244
0.393014 -1.562518 0.110194
-0.614282 -2.005351 -1.7683
-0.329205 -2.44045 -2.733467
-0.894652 -0.965493 -1.976607
-2.719504 1.221511 1.47209
-3.132386 2.111342 0.99073
-1.409988 1.171821 1.718577
-1.002402 0.289031 2.212084

OOONNNRPWPAPMNWHAPDNWNPWWENDNEPR

conf_02

ITODITIITITONHRKR

1

0.246867 -2.598379 1.758034
-0.196156 -1.480024 0.838194
1.271023 -2.885561 1.52055
-0.391898 -3.478439 1.654183
0.243434 -2.271328 2.802148
0.892702 -2.474894 -1.239366
0.639306 -2.805869 -2.254847
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.54064 3.949348 -0.205558
.126142 2.929271 1.156584

1.187458 -3.368545 -0.682124
4.216124 -0.514658 -0.595915
4.323319 0.257203 0.72788
4.054346 0.176999 -1.428999
5.171554 -1.015499 -0.788214
3.094024 1.105945 1.039063
5.213145 0.895561 0.694635
4.492412 -0.457135 1.542206
2.948655 2.350419 0.164014
3.116884 1.41399 2.090417
2.203981 0.473299 0.928203
1.526668 2.907749 0.134356
3.256958 2.129786 -0.865369
3.642246 3.116954 0.524385

1

1

.602981 2.229551 0.444819
.866239 1.78354 0.535867
-1.078916 2.433563 1.379544

2
1
2
-3.816227 1.514267 -0.591185
1
0
1

[N |
N B

-3.277332 1.66491 1.539646
-4.216051 0.041175 -0.741205
-3.401701 1.872879 -1.535856
-4.724425 2.104153 -0.413444
.944529 -0.539454 0.463888
-3.3237 -0.556506 -0.976143
-4.861734 -0.050421 -1.620084
-4.355119 -0.485142 1.38721
-5.212051 -1.58667 0.300676
-5.871193 0.007608 0.659309
-1.545668 -0.985585 1.281879
-1.764104 -0.033897 0.911583
-1.614142 -0.945299 2.298263
0.487557 -0.631981 0.903602
-2.251985 -1.641786 0.925155
-0.3708 -1.878715 -0.628025
-0.639037 -0.970835 -1.192763
-1.473155 -2.773573 -0.618336
-1.63208 -3.118986 -1.500128
-0.849965 2.561987 -0.804448
-1.357303 2.141943 -1.677071
-0.877521 3.6528 -0.936713
0.612479 2.111973 -0.792383
1.006133 2.194082 -1.812077
0.665315 1.044185 -0.543677
3.124781 -1.53431 -0.573432
3.269308 -2.37739 0.105694
2.007272 -1.475472 -1.295947
1.871648 -0.639785 -1.982647

I NI NIINDIINCIOINIIIIZIIIIINDIIOIONOIONOIIIIONOIINIINIIONTIT
1
I

conf 03

11



Cco.
-0

OCORROWNRWUNUDNMNDIMPARNROR R

1 1 1 1
AR wWN

Q.
Q.
Q.

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

3.
2.

C
H
H
H
C
H
H
C
C
H
H
C
H
H
C
H
H
C
H
H
H
H
C
C
H
C
H -3.
C
H
H
C
H
H
H
H
H
N
H
H
H
H
C
H
0
H
C
H
H
C
H
H
C
H

848185 0.903244 2.211763
.012069 1.662852 1.226502

.222895 1.591074 2.972517
.703825 0.42731 1.73101
.25933 0.13794 2.723697
.667905 2.666354 -0.501696
.066149 3.657369 -0.759934
.184839 2.299743 -1.416589
.406597 -0.111076 -0.602451
.139697 -1.610703 -0.770431
.749828 0.090154 0.418942
.236753 0.164355 -1.265809
.984543 -2.151434 0.076561
.063329 -2.136995 -0.513858
.953275 -1.835333 -1.828156
.640068 -2.155483 -0.642398
.908884 -1.570203 1.00624
.204291 -3.177807 0.388931
.470123 -2.547822 0.247898
.69355 -2.838843 -1.498957
.457158 -1.165104 -1.089935
.392906 -1.832272 1.078613
.683678 -3.511416 0.725796

.301184 -1.670923 1.329318
.169987 -0.662547 1.159853
.710393 -1.668049 2.245362
.126838 -0.467717 0.025887
217549 0.094064 1.945325
.707927 0.639426 -0.948265
.104585 -0.204295 0.446245
.269343 -1.397478 -0.531809
.787068 0.958422 -1.971565
.798891 0.317553 -1.477835
.455891 1.550024 -0.386706
.048924 0.071654 -2.555897
.460841 1.734107 -2.668459
.69701 1.313023 -1.479629
.489162 0.753127 0.135592
.973127 1.31624 -0.571029
.166633 0.045573 0.49099
.923746 2.008868 1.721545
297878 0.262674 -0.29983
587725 2.900378 0.562401
98554 3.526037 1.371791
544895 3.513955 -0.03676
281832 4.311969 -0.503056
079122 -2.828371 0.401885
949719 -3.737933 0.998971
.960656 -2.989558 -0.223323
.853528 -2.64722 -0.502119
.005042 -1.754497 -1.128588
.802337 -3.484172 -1.206459
244672 0.773646 -0.913868
764683 0.617543 -1.882892
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C 2.794684 1.754675 -0.130369
H 3.302178 1.948941 0.814282

conf_04

1

0.246867 -2.598379 1.758034
-0.196156 -1.480024 0.838194
1.271023 -2.885561 1.52055
-0.391898 -3.478439 1.654183

0.243434 -2.271328 2.802148
0.892702 -2.474894 -1.239366
0.639306 -2.805869 -2.254847
1.187458 -3.368545 -0.682124
4.216124 -0.514658 -0.595915
4.323319 0.257203 0.72788
4.054346 0.176999 -1.428999
5.171554 -1.015499 -0.788214
3.094024 1.105945 1.039063
5.213145 0.895561 0.694635
4.492412 -0.457135 1.542206
2.948655 2.350419 0.164014
3.116884 1.41399 2.090417
2.203981 0.473299 0.928203
1.526668 2.907749 0.134356
3.256958 2.129786 -0.865369
3.642246 3.116954 0.524385
1.54064 3.949348 -0.205558
1.126142 2.929271 1.156584
-1.602981 2.229551 0.444819
-2.866239 1.78354 0.535867
-1.078916 2.433563 1.379544
-3.816227 1.514267 -0.591185
-3.277332 1.66491 1.539646
-4.216051 0.041175 -0.741205
-3.401701 1.872879 -1.535856
2

-4.724425 2.104153 -0.413444
-4.944529 -0.539454 0.463888
-3.3237 -0.556506 -0.976143
-4.861734 -0.050421 -1.620084
-4.355119 -0.485142 1.38721
-5.212051 -1.58667 0.300676
-5.871193 0.007608 0.659309
-1.545668 -0.985585 1.281879
-1.764104 -0.033897 0.911583
-1.614142 -0.945299 2.298263
0.487557 -0.631981 0.903602
-2.251985 -1.641786 0.925155
-0.3708 -1.878715 -0.628025
-0.639037 -0.970835 -1.192763
-1.473155 -2.773573 -0.618336
-1.63208 -3.118986 -1.500128
-0.849965 2.561987 -0.804448

NITOINIITITIZIIIIINIINDININNDIIIINDIINIIONOIINODIINIIIONDNR
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H -1.357303 2.141943 -1.677071
H -0.877521 3.6528 -0.936713

C 0.612479 2.111973 -0.792383
H 1.006133 2.194082 -1.812077
H ©0.665315 1.044185 -0.543677
C 3.124781 -1.53431 -0.573432
H 3.269308 -2.37739 0.105694

C 2.007272 -1.475472 -1.295947
H 1.871648 -0.639785 -1.982647
conf_05

1

0.293137 -2.298311 -1.344718
0.586979 -2.40743 0.133975
0.461577 -3.265097 -1.82427
0.937667 -1.562024 -1.83066
-0.747099 -2.018771 -1.518498
.136178 -2.284526 -0.282269
.015904 -2.498628 -1.348954
.052098 -2.809796 0.02004
.662845 1.548799 -0.88637
.520527 2.52484 -1.184196
.488682 1.74899 -1.579695
.05205 1.732788 0.121464
.480059 2.566271 -0.076729
.046371 2.265845 -2.139744
.939289 3.527894 -1.315833
.313581 3.50688 -0.344754
.970345 2.849875 0.864577
.09137 1.550751 0.086009
-0.588709 3.718813 0.871112
-0.267323 3.135253 -1.198274
0.705574 4.480575 -0.659061
-1.432143 4.358338 0.586393
-0.029423 4.27676 1.630801
-2.41364 0.299771 1.209966
-2.879023 -0.779059 0.562633
-2.363879 0.253664 2.298928
-3.151955 -0.862412 -0.908084
-3.172137 -1.638071 1.164471
-4.592683 -0.454202 -1.25687
-2.993724 -1.89021 -1.257475
-2.463385 -0.215887 -1.464521
-5.648462 -1.345403 -0.620515
-4.696759 -0.476389 -2.346684
-4.748478 0.586088 -0.950726
-5.505342 -2.393624 -0.90315
-6.650156 -1.05216 -0.942714
-5.626278 -1.285007 0.471412
0.421151 -1.076196 0.80359
0.759107 -1.169683 1.767907
-0.573692 -0.768275 0.813942

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

.141607 -3.059821 0.62341
01282 -0.373243 0.343081

981335 -2.932484 0.482756
970488 -4.00469 0.248167

077506 -2.736358 1.885704
865848 -3.158871 2.234961
.011728 1.607933 0.59227

.520808 1.437917 -0.374849
.913458 2.187147 0.352668
.120781 2.439846 1.509689
.278554 1.828603 1.863797
.688662 2.698106 2.410356
298332 0.107115 -1.034038
042681 -0.213788 -2.046809
335895 -0.812848 -0.065691
621616 -0.501865 0.939767

conf_06

INDIITNINCINDOIIIITINIINIINIINOIINIIIONNIEE

VTUTWNPRNWENMNNO

.072153 -1.362295 2.334851
.43378 -2.063143 1.156985

.371609 -2.098254 3.084102
.959469 -0.798437 2.037415
.366564 -0.675646 2.808741
.716479 -2.717616 0.125708
.270861 -2.513792 1.047374

.203461 -3.591281 -0.327774

.586877
.181616
.634373
.998689
.740951

.745049 -1.482266
.079633 -0.854038
.812487 -1.801456
.556957 -2.388315
.116111 -0.360532
.853851 2.310326 -0.01831
.331764 2.874964 -1.591823
.32801 3.494201 0.147163
.080005 1.792399 -1.176317
.622175 1.393199 0.462278
.01307 3.572777 0.921971
.127014 3.859088 0.803923
.295449 4.193626 -0.697446
.031766 2.837469 1.738636

NNMNNOONO

.014294 4.548237 1.417817
.061082 1.173883 0.935699
.75573 0.027033 0.921273
.756241 1.561722 1.906817
.325586 -0.645692 -0.287719
.986031 -0.440143 1.879061
.856702 -0.574736 -0.315966
.928109 -0.201483 -1.2077
.035946 -1.707334 -0.294391
.448664 -1.293382 -1.517802
.251478 -1.005274 0.611304
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5.158943 0.478167 -0.316999
5.182386 -2.355098 -1.517076
6.538941 -1.226207 -1.517894
5.090624 -0.859504 -2.45672
-0.043325 -1.064827 0.110245
0.27454 -1.582631 -0.715147
0.721357 -0.444118 0.451537
0.504991 -2.536922 1.45785
-0.862297 -0.508532 -0.165254
-1.289026 -3.138531 0.483928
-1.338005 -3.979489 1.187431
-0.530748 -3.49769 -0.662477
-0.916878 -4.261765 -1.097413
.712483 2.017641 -0.260861
.58218 2.075832 -0.924229
.929552 1.535334 -0.862095
.276518 3.436799 0.109179
.181374 4.02599 -0.809828
.096016 3.896299 0.673243
-3.451445 -0.409802 -0.544925
-3.944754 -0.299847 0.423796
-2.810638 -1.550493 -0.810175
-2.351068 -1.675649 -1.791873

NRFRPPRPRONEPE

conf_07
1
0.999478 -2.330718 -2.195023
0.758664 -2.21914 -0.706896
1.361025 -3.333271 -2.433522
1.743253 -1.612151 -2.547039
0.074302 -2.174161 -2.755195
3.292501 -1.861235 -0.211609
3.673425 -2.379066 -1.098101
4.005798 -2.08927 0.588755
3.483576 2.039287 0.163845
2.357914 2.825494 0.847838
3.424864 2.193695 -0.920072
4.450603 2.442076 0.486814
0.991221 2.249537 0.512587
2.416884 3.869978 0.524831
2.502543 2.828916 1.934359

INDNODIITIINODIINIINIIONOIINIIINONR

-0.216561 3.086866 0.904298
0.904817 1.279348 1.01991
0.958271 2.054748 -0.571192
-1.526001 2.442539 0.450012
-0.13099 4.091463 0.472515
-0.223851 3.22024 1.991504
-2.366513 2.872961 1.004861
-1.514332 1.37574 0.721084
-2.504723 0.289146 -1.820781
-2.802932 -0.821433 -1.131793
-1.910186 0.169646 -2.729211
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-3.611945 -0.934656 0.119876
-2.451067 -1.773672 -1.538502
-2.816953 -1.515281 1.292192
-4.467874 -1.59264 -0.078133
-4.026458 0.035091 0.407985
-3.677643 -1.766876 2.520398
-2.008981 -0.818662 1.557298
-2.33809 -2.453885 0.981049
-4.148996 -0.84214 2.865768
-3.086692 -2.169247 3.346612
-4.474228 -2.482938 2.299357
0.273022 -0.852955 -0.339455
0.196793 -0.822838 0.682794
-0.651218 -0.618477 -0.750135
-0.047647 -2.892526 -0.402751
0.964842 -0.137393 -0.588754
1.965943 -2.522987 0.185702
2.108828 -3.61071 0.154308
1.530768 -2.127368 1.477931
2.170102 -2.390675 2.14377
-2.940588 1.694553 -1.542399
-3.33518 2.103175 -2.479078
-3.766589 1.716391 -0.825955
-1.804893 2.597184 -1.042866
-2.061178 3.642396 -1.243584
-0.900722 2.395904 -1.632544
3.452253 0.572674 0.452024
3.602033 0.277802 1.492248
3.272008 -0.378857 -0.467669
3.167205 -0.062793 -1.507733

IO INIINIINIOINIIIIZITIITIIINIINION

conf_08

11

C -1.008777 -1.34325 2.258832

C -0.524929 -2.001058 0.986803
H -1.277528 -2.107846 2.990851
H -1.886644 -0.717038 2.083149
H -0.223618 -0.724217 2.699691
C -2.924846 -2.494787 0.140961
H -3.367478 -2.285059 1.119963
H -3.502235 -3.331048 -0.27453
C -3.627791 1.086859 -1.272589
C -2.455006 2.06099 -1.102144

H -4.565258 1.611873 -1.057523
H -3.677248 0.761972 -2.31641

C -2.298618 2.593512 0.318809

H -2.594707 2.904819 -1.786712
H -1.538003 1.561711 -1.440401
C -1.163261 3.59607 0©.538767

H -2.170375 1.761509 1.027043

H -3.246979 3.067022 0.599721

C 0.218778 2.993397 0.794745

Page 207 of 272



ININDIINIINIOINIIIIZITIIIINIINININNOIIIIT

-1.420202 4.206315 1.410151
-1.114025 4.293 -0.3075
.118063 2.205649 1.554761
.853064 3.761583 1.253735
.432081 0.851313 0.876955
.794933 -0.422149 0.661479
.189173 1.12816 1.9602203
.233605 -1.045894 -0.627757
.842533 -1.079232 1.532002
.739019 -1.349126 -0.640021
.988187 -0.40482 -1.481593
.693795 -1.992562 -0.772247
.59924 -0.095569 -0.616667
.963403 -1.939163 -1.534345
.982219 -1.987112 0.217833
.404659 0.533269 -1.491562
.661322 -0.350781 -0.625448
.410464 0.505602 0.277516
-0.179585 -0.960548 -0.035461
0.013968 -1.443374 -0.919331
0.662413 -0.422134 0.253957
0.412312 -2.535135 1.167361
-0.982894 -0.340051 -0.192826
-1.491988 -2.995855 0.341333
-1.518034 -3.870762 1.00356
-0.858171 -3.324926 -0.886572
-1.321888 -4.042096 -1.325645
.376574 1.961177 -0.127732
.96305 2.799703 0.268321
.862869 1.661858 -1.059128
.957292 2.458897 -0.428064
.39164 1.649952 -0.906831
.018584 3.251239 -1.182363
-3.516977 -0.108871 -0.37861
-3.830462 0.019834 0.65819
-3.055584 -1.302688 -0.758766
-2.774146 -1.447198 -1.80281

VO UV AR BRUNNMNBEBNWNNMNNOO
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conf_09

I TONODIITINIITITONONR

1

-0.86621 -1.490299 1.851067
-0.949485 -2.080807 0.462164
-1.112305 -2.255094 2.590878
-1.559491 -0.656199 1.979627
0.144948 -1.13542 2.064563
-3.532849 -1.852318 0.343896
-3.634339 -1.68486 1.420932
-4.405759 -2.448782 0.048507
-3.408505 1.957578 -0.529015
-1.980445 2.520548 -0.49124
-4.092191 2.684323 -0.076241
-3.722359 1.828109 -1.569439

Page 208 of 272



INDINIINCIINIOINIIIIZITIIIINIINININOIIIINIINIION

-1.458988 2.784763 0.915742
-1.946819 3.449894 -1.070683
-1.31432 1.825276 -1.022965
-0.027284 3.306177 0.996699
-1.522201 1.868951 1.519794
-2.129491 3.504373 1.400675
.060959 2.303003 0.590483
.151393 3.617688 2.030218
.06958 4.216383 0.392009
.710975 1.279975 0.797297
.930776 2.440972 1.242937
.32022 0.040687 -1.362364
.530768 -0.990507 -0.53088
.863749 -0.180321 -2.329892
.196278 -0.960679 0.808757
.266802 -1.988039 -0.892657
.584945 -1.614079 0.780431
.572153 -1.504624 1.530223
.279312 0.065612 1.178653
.591306 -0.840449 -0.0571
.49322 -2.639505 0.402367
.945595 -1.69925 1.810518
.265439 -0.751269 -1.097657
.564619 -1.33644 -0.056678
.737157 0.17065 0.336622
-0.635819 -1.039834 -0.570915
-0.839179 -1.448036 -1.489959
0.358954 -0.737019 -0.544694
-0.183649 -2.850025 0.32855
-1.261284 -0.233056 -0.450436
-2.292822 -2.715892 0.088991
-2.375991 -3.632186 0.687269
-2.135984 -3.036421 -1.285913
-2.87794 -3.559326 -1.599354

VOV DADPDNUVWNPRANWENMNNMNPOOO R

2.715719 1.471228 -1.164151
3.470881 1.555642 -0.377459
3.199466 1.802654 -2.08963
1.552425 2.418999 -0.849167
0.735533 2.259011 -1.564102
1.891549 3.44727 -1.013997

-3.509477 0.65326 0.196309
-3.527568 0.696189 1.285702
-3.53506 -0.545533 -0.390262
-3.557595 -0.597389 -1.479927

conf_10

1
C
C
H
H
H

1

-0.439887 -1.135312 2.324296
0.326274 -1.740631 1.170244
-0.489207 -1.850203 3.148462
-1.461205 -0.873029 2.03889
0.058225 -0.236955 2.696113
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I NDINIITNCIINCIOINIIIIZIIIIINIINCININNDIIIINIINIINIINONIION

P OOONDPDWUIVITWWADWWERWLER

-0.
-0.
.043714 -3.820866 1.437987
.574491 -3.326915 -0.505454
.409134 -4.210334 -0.843512
.517399 2.986852 -0.054939
.679701 3.947082 0.453126
.137325 3.013026 -0.954288
.041454 2.894178 -0.454248
.123911 1.952139 -0.991479
.168253 3.682697 -1.185508
.092229 -1.223801 -0.415325
.507704 -1.140476 0.589548
.19487 -2.183812 -0.64968
.802307 -2.303039 -1.660664

.702788 -3.15307 0.382027
.245197 -3.014717 1.322816
.922086 -4.179381 0.059025
.562807 -0.224533 -1.42402
.875036 1.135777 -1.251056
.646975 -0.095666 -1.3291
.373334 -0.6013 -2.433897
.104516 1.771494 ©.115962
.232054 1.818355 -2.030153

.80315 1.005615 -1.447672
.413425 3.113571 0.357616
.797512 1.079668 0.912925
.185689 1.90245 0.244526
.926616 3.043876 0.715836
.930391 3.606176 1.187041
.554888 3.76876 -0.511344
.781047 2.234113 1.444959
.655166 3.964516 1.24649
.982764 1.900435 0.865104
.009825 1.064017 0.652263
.484828 1.847116 1.83366
.913378 1.037531 -0.545474
.279379 0.380953 1.460506
.601699 -0.304912 -0.778459
.683277 1.807252 -0.401803
.366496 1.33269 -1.448507
.639288 -1.440875 -1.089218
.202852 -0.562522 0.10147
.309338 -0.192912 -1.605167
.005692 -1.680743 -0.228589
.171378 -2.359748 -1.345544
.995022 -1.191534 -1.941593
.371409 -0.786788 0.013443
.778339 -1.286473 -0.785406
.963716 0.041136 0.227416
.373556 -1.890607 1.447057

581077 -0.502268 -0.24389
199341 -3.085476 0.660007

6E-3-Keto-1-deoxySO
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conf_00

Z I I T T ITNOIITIONODIINIINIINIINIINIINIINIINIONOINIINIIONOONOIIINONIERE

1

Q.
Q.
Q.

165107
696723
991555

-2.157601 1.935729
-1.236885 0.849169
-2.644823 2.454267

-0.477016 -2.937156 1.516263
-0.401481 -1.591488 2.678956

P NERPPMWNWWPAMNWPAMNWWNDNWN

.821049
.943179
.866468
.942927
.976514
.797183
.891593
.592411
.340467
.582909
.256215
.212218
.892465
.319211
.086222
.283421
.961552

-2.571172 0.133534
-1.702709 -0.4804
-3.580872 -0.283856
-2.633787 1.218222
-0.323784 0.101302
-1.658589 -1.563056
-2.217073 -0.29859
0.776722 -0.545371
-0.235085 1.12677
.151801 0.050234
.676265 -1.578134
.550823 0.60736
.880846 -0.70688
.205373 0.857832
.544977 -0.417914
.546457 1.058706
.867126 1.431963

R WNDNNMNMNNMNON

-0.283443 2.797058 0.201973
1.085693 1.587593 -0.963744
1.280947 3.300332 -1.188282

-1.
-0.

438747
283954
.447851
.819536
.368464
.321048
.236567
.570349
. 840891
.566982
.115302
.456615
.861819
.763513
.443105
.175494
.701487
.025318
.994614
.001884
.543954
.616816
.27131

.16896

.419837

.740232 -0.793574
.776148 0.694835
.09021 1.034639
.827496 -0.144305
.830511 -1.409968
.563791 -1.505395
.587868 0.646562
.017481 -0.919204
.701382 0.516383
.377465 -0.2212
.828889 1.254081
.32679 1.378839
-0.883237 0.585652
0.194388 -0.948349
0.609375 -0.838076
-2.119916 -0.251539
-0.674847 1.257821
-1.112441 1.274976
-2.651401 -1.053287
-1.885503 -0.931928
-2.911667 0.408371
-1.919849 -1.775676
-3.539612 -1.625408
-2.952235 -0.394545
-0.575304 0.108919

P RPOWWERERWENNWN
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OMNMIITITIT

conf_01

1

.775395
.938194
.811748
.853165
.952392
.849513
.870909
.613612
.261926
.589412
.334116
.181119
.015113
.228334
.185084
.243347

P NRPPAPRANWWPANWPAMNWWNDNWN

-0.517912
-2.712254
-1.166595
-1.045034
-3.229575
-3.368962
-2.794728
-3.391989

I T ONHDIINCIITNIINIINIINIINIINIINDINDINIINIINCOIIINONIE

Q.
-0

WINENMNMNNNO R

O WWE WNWDN

-0.328564 0.443513 0.078114
-1.346841 -0.80163 0.47948
1.34125 -0.459078 1.268369
-0.34201 -0.955676 -0.861418
1.498409 -1.979184 -0.229163
1.042427 -2.009905 -1.350924

-0.022965 -2.528931 1.471628
0.668574 -1.422425 0.690462
0.716837 -3.218022 1.881389
-0.69898 -3.100933 0.829579
-0.589914 -2.11694 2.309827
-2.
-1.
-3.

671976 -0.194111
740442 -0.606917
592056 -0.783617
.929162 0.86613

.466258 0.179784
.52744 -1.675592
.29282 -0.458743
725411 -0.312851
.538927 1.224194

.997562 0.476992
.78604 -1.365439
.395283 0.931532
.808424 -0.125167
.892229 1.359031
.613174 -0.200328
.306331 1.536595
.80329 1.61526 1.610629
-0.229962 2.89114 0.295813
1.18315 1.740211 -0.873145
1.518614 3.443555 -0.83343
-1.270813 2.970851 -0.815845
-0.23713 3.824173 0.871235

.12737 1.039132
.07614 -0.317998
.105458 -1.48669
.839348 -1.443492
.84087 0.418429
.282654 -1.170488
.945895 0.343451
.607152 -0.464014

-4.19648 2.075491 0.875849
-2.568018 1.606625 1.265308
-3.670875 -0.670082 0.320264
-2.503852 0.46917 -1.098658
-4.207548 0.772939 -1.176867
-3.678295 -1.936553 -0.526555
-4.630767 -0.572887 0.840955
-2.945919 -0.780673 1.151465
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T T Z2ZITITITXITXION
1
w

-1.

H 1.
H -0
c1.
0 1.

.97678 -3.193002 0.277184
.714127 -2.046592 -1.047135
.419626 -1.823308 -1.325138
.249004 -3.33968 1.0834
.960761 -4.085228 -0.352967
.964846 -3.134603 0.742121
.332188 -0.510132 0.060958
.092936 0.47976 0.168889
287811 -0.647931 0.403441
327663 -0.83021 1.329582
.286586 -0.746165 -0.954987
486191 -1.976406 -0.483792
064544 -1.786936 -1.603177

conf_02

NMNNONNWWUPRMNWWEADNWOORROR

.88874 -2.584369 1.500985
.27228 -1.339525 0.716877
.752944 -2.954227 2.05562
.549374 -3.381034 0.833353
.101051 -2.363434 2.225312
.797653 -1.681675 0.203078
.494153 -0.381154 -0.263364
.303559 -2.548588 -0.229126
.826222 -1.761377 1.294029
.790188 0.846051 0.231324
.525536 -0.381895 -1.356106
.526797 -0.407709 0.096165
.029055
.907249
.247097
.937629
. 754725
.386462
.609528

.628224 -0.534566
.090847 1.28864
.809777 -0.057645
.384655 -1.595122
.484414 0.033417
.649345 -0.748031
.138465 0.921699

W WNERENRBR

INIITNIITINONCIINIINIINODIINININIINIINONODIIIONONE

-0.148129 3.667546 0.357399
0.623621 1.733794 0.832473
0.436946 2.03474 -0.920179
-1.590983 3.255468 0.634215
-0.112582 4.387485 -0.46898
0.255153 4.185527 1.234723

-2.343125 2.719264 -0.581315

-2.141945 4.115359 1.030106
-1.591772 2.509361 1.441217

-3.704804 2.118732 -0.233691

-1.740415 1.969448 -1.11189
-2.47736 3.537036 -1.297979
-3.633974 0.754153 0.451209
-4.307774 2.02479 -1.144057
-4.243425 2.820223 0.413163

-3.259208 -0.387859 -0.486988

-4.604991 0.524356 0.903156
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ONIIIIZITIIIITINOIINOIINITIT

-2.924873 0.793061 1.290391
-3.090777 -1.72535 0.223557
-2.346768 -0.135506 -1.050064
-4.033978 -0.493109 -1.255453
-2.729603 -2.888811 -0.692687
-4.019177 -1.965593 0.755233
-2.350134 -1.638221 1.043491
-2.59332 -4.212961 0.043685
-1.80208 -2.670835 -1.244592
-3.499753 -2.975349 -1.466772
-1.829322 -4.164603 0.827747
-2.322737 -5.024122 -0.636132
-3.534001 -4.487983 0.528703
0.130053 -0.855464 -0.113306
0.138134 0.168329 -0.189552
-0.788726 -1.153772 0.228964
1.584919 -0.528058 1.376968
0.304733 -1.246977 -1.060393
2.388022 -1.645492 -0.290335
2.072956 -1.801847 -1.448064

conf 03

NI ITNIINCIINDIINININDIINIINONOIITIINONIER

1

0.000751 -2.523711 1.460035
0.81856 -1.571477 0.602089
0.643598 -2.995315 2.20543
-0.449201 -3.315214 0.854096
-0.787571 -1.988089 1.993878
.205395 -2.599989 0.641116
.27837 -1.585997 0.177376
.532625 -3.616902 0.411411
.038108 -2.514242 1.719003
.861739 -0.165956 0.414106
.469106 -1.751267 -0.886329
.203519 -1.810208 0.716087
.455417 0.665937 -0.545767
.894822 0.191918 1.444759
.996633 2.072044 -0.332621
.449167 0.305492 -1.576819
.486996 2.227245 -0.52597
.51184 2.733366 -1.03928
.269559 2.410438 0.67233
.998776 3.671688 -0.509417
.978242 1.669537 0.277556
.194234 1.775261 -1.488075
-0.523816 3.774162 -0.500432
1.40872 4.188188 -1.383778
1.408031 4.184245 0.370096
-1.150394 3.455232 0.863441
-0.923258 3.102055 -1.27221
-0.827312 4.778897 -0.808456
-2.497642 2.743275 0.779999

RPOOWWRPRWNWWUPDWWWRAW
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ONIIIITZITIIIINIINIINCIINIIINIIT

-1.257008
-0.466783
-2.354532
-3.157166
-2.995896
-3.659775
-1.705028
-1.832125
-3.447519
-4.307849
-4.197147
-4.723772
-2.802219
-2.921229
-4.459494
-5.375996
-5.266083
-3.946382
-5.389563
-3.837871
-0.010276

POONWRNDN

-0
1.
Q.

-3.

-0

.383352 1.432715
.829398 1.454801
.290429 0.34634
.27196 0.080851
.773853 1.755142
.51924 0.220627
.783588 1.080515
.260453 -0.622646

.930345 -0.193601
01433 -0.511684
54916 1.175715
.751343 -0.326005
.428352 0.552026
.958235 -1.163425
.195097 -0.723818
.273784 -1.065742
.719345 0.625761
.254743 -1.68957
.760654 -0.813245
705294 0.020337
.985461 -0.493705

0.258182 -0.013455 -0.678745
-1.017645 -1.010877 -0.307136
1.232796 -0.752673 1.193436
0.223588 -1.554703 -1.33306
1.953816 -2.30865 -0.118839
1.797759 -2.575504 -1.288972

conf_o4

1
C
C
H
H
H
C
C
H
H
C
H
H
C
H
C
H
C
H
H
C
H
H

.669851
.428598
.416667
.678815
.233468
.643525
.954549
.201228
.639567
.761835
.622337
.797217
.607933
.750852
.859699
.339329

P RPRONRPWNUPMNWPADNDMMNPMNORNRERR

1.4
3.3
3.5
3.1
1.1
-0.
1.7
1.5

-2.
-2.

.53183 2.977361 -0.519522

99069 -0.188787
23412 -1.036658
753 0.388919
56884 -1.176809
71224 0.05446
319404 0.01684
39765 0.646814
84457 -0.958302

.170059 -0.701038
.668416 1.046073

.384507 -0.467117
.000158 -0.085222
.089917 -1.789113
.836603 -0.745643

085283 1.001965
34671 -0.413981

.84897 -3.872875 -0.400442
.895919 -2.850106 -1.830633

-0.769033 -3.317918 -0.804187
0.167494 -1.393986 -0.94646
0.28242 -2.147748 0.666159
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-2.173219 -2.753907 -0.608629
-0.652216 -4.237465 -0.217688
-0.63482 -3.604048 -1.853548
-2.504225 -2.407181 0.838505
-2.905566 -3.480938 -0.97724
-2.289495 -1.867216 -1.246505
-3.892943 -1.808423 1.046725
-1.758578 -1.707138 1.238575
-2.410425 -3.311036 1.452211
-4.169251 -0.535362 0.246891
-4.02137 -1.595073 2.114551
-4.65407 -2.555216 0.794479
-3.083853 0.527355 0.367983
-5.123599 -0.111119 ©.578364
-4.304396 -0.777061 -0.814181
-3.456354 1.858224 -0.269511
-2.171497 0.144693 -0.116862
.837991 0.684251 1.429202
-2.284092 2.825828 -0.354115
-4.270902 2.321151 0.299302
-3.849011 1.685784 -1.279034
-2.646997 4.199663 -0.897571
-1.517194 2.378649 -1.009044
-1.84432 2.94679 0.650871
-3.076196 4.119639 -1.900077
-1.776937 4.85936 -0.956978
-3.387921 4.68542 -0.257252
0.50463 1.014579 0.611669
0.320202 0.021216 0.429522
-0.356405 1.543003 0.437178
1.742604 0.88808 -1.090491
0.803208 1.099908 1.602588
2.891682 1.258961 0.705358
2.701736 1.118447 1.89183

ONIIIIZIIIIINIINIINCIINIINIINDIINIITON
1
N

conf_05

.798166 -2.357637 1.845081
.198703 -1.241133 0.89353
.663061 -2.672447 2.431598
.425164 -3.228575 1.299692
.03079 -2.017673 2.544798
.701291 -1.740318 0.392838
.447318 -0.537608 -0.232239
.162313 -2.674617 0.062587
.744723 -1.690875 1.485097
.80749 0.76802 0.129646
.456441 -0.664881 -1.317978
.484686 -0.572068 0.112858
.069866 1.495696 -0.709138
.945972 1.118128 1.154373
.326992 2.741234 -0.34398

N ITNDIINIINNONIIINNR
NWWUupPpWWPAPDNWOORROR
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2.954621 1.14578 -1.736912
0.838395 2.442367 -0.154832
2.445991 3.494769 -1.130243
2.731619 3.172195 0.577473
-0.050724 3.649582 0.107965
0.746524 1.766116 0.712472
0.476612 1.911342 -1.049284
-1.464365 3.256014 0.526485

-0.082497 4.283151 -0.786318

0.404224 4.255546 0.899376

-2.291053 2.577879 -0.563337
-2.003951 4.149038 0.859565
-1.399788 2.605446 1.410693
-3.616393 2.021702 -0.043185
-1.722062 1.768002 -1.042356
-2.480612 3.30399 -1.361405
-3.489166 0.686902 0.691931
-4.318742 1.895834 -0.87467

.069522 2.764111 0.622956
.352137 -0.512466 -0.240899
.371795 0.530846 1.321576
.639515 0.724682 1.391461
.24726 -1.846607 0.492551
.506471 -0.366774 -0.929616
.231856 -0.551465 -0.894581
.242574 -3.076919 -0.411033
.091265 -1.918736 1.187555
.36218 -1.869664 1.157938
.011912 -3.219043 -1.29691
.138782 -3.046401 -1.040852
.341503 -3.974201 0.208266
.87275 -2.355056 -1.956268
.090547 -4.095426 -1.943865
.10196 -3.359996 -0.699376

0.052095 -0.830297 0.030526
0.080399 0.177357 -0.162715

-0.865694 -1.069924 0.416231

1.550139 -0.361479 1.436688

0.192788 -1.336119 -0.866613
2.285463 -1.704703 -0.085303
1.947771 -1.980708 -1.213614

oONIIIIZIIIIIOIIONOIINOIINIINIINIINIINIIONOIINIT
1
I

conf_

1

T ONOIITITNONOR

06

0.801538 -2.488898 1.556809
1.209177 -1.334803 0.654844
1.628336 -2.748486 2.220106
0.544239 -3.376253 0.972605
-0.
3.779779 -1.645342 0.440852
4.472858 -0.342472 -0.024833
4.360305 -2.51154 0.114484

049924 -2.213533 2.183103
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.696542 -1.662749 1.531615
.690824 0.881107 0.344586
.606596 -0.392196 -1.108757
.468057 -0.315716 0.428376
.98906 1.609616 -0.523954
.700463 1.17412 1.396024
.159584 2.804487 -0.184363
.006879 1.319876 -1.576996
.663175 2.533444 -0.352117
.439258 3.637131 -0.841002
.362562 3.12974 0.84127
-0.215004 3.773831 -0.235813
0.355806 1.803857 0.41568
0.486709 2.075944 -1.338777
-1.702943 3.449781 -0.328165
0.065738 4.470895 -1.032729
-0.002277 4.286753 0.710444
-2.284391 2.814309 0.940338
-1.86002 2.78692 -1.190238
-2.264184 4.360287 -0.558237
-3.412454 1.824697 0.660436
-2.637326 3.60635 1.607485
-1.495304 2.292434 1.500844
-2.887743 0.499063 0.123237
.115839 2.260664 -0.059733
-3.986654 1.635744 1.573813
-3.960375 -0.476283 -0.342672
-2.278873 0.0419 0.919478
-2.215797 0.701338 -0.726174
-3.396915 -1.794775 -0.866362
-4.547284 0.004349 -1.13253
-4.660471 -0.675583 0.477919
-2.85138 -2.723149 0.215512
-2.61606 -1.583195 -1.615645
-4.173377 -2.336206 -1.416821
-2.165387 -3.96235 -0.341119
-3.677103 -3.023886 0.869693
-2.169803 -2.181422 0.893417
-2.857352 -4.542681 -0.957133
-1.804747 -4.620322 0.45389
-1.31332 -3.709967 -0.985504
0.136242 -1.013041 -0.334632
0.061124 -0.002887 -0.489977
-0.787011 -1.366484 -0.068325
1.425762 -0.432628 1.230315
0.456319 -1.457331 -1.220573
2.431221 -1.697189 -0.197788
2.246325 -1.9618 -1.364444

NNOWNWNULED WW

W WwNERE N

oONIIIIZIIIIIONOIINOIINnIINIINIIONOIIONIINOIINOIINININIINIT
1
I

conf_07

11
C 2.195711 0.374728 2.341283
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NFRPORFRRFRPRWERERANNMNPPWWWENNERE

-0
Q.
Q.

-0.

Q.
Q.

.424764 -0.492929 1.366135
.977447 0.915428 1.807584
.665514 -0.219815 3.131012
.5396 1.121097 2.796356
.509569 -1.353378 0.031718
.308931 -0.560524 -1.283365
.973023 -2.318027 -0.180866
.177653 -0.792437 0.694629
.994594 0.888312 -1.093549
.539194 -1.045593 -1.891688
.248722 -0.65788 -1.837348
.882271
.758823
.558692
.143222
.536235
.165347
.474764

.4882 -1.518291
.4877 -0.594766
.935748 -1.320811
.884825 -2.048127
.169907 -0.201627
.34797 -2.257433
.489199 -1.092784
.779829 2.431142 -0.396704
343695 4.244945 -0.114866
985749 2.865985 0.754353
.779264 2.648662 0.73463
.577202 1.35709 -0.509193
.237516 2.736938 -1.346011
.971952 1.69711 0.670553
.128587 3.685916 0.708865
.272538 2.531103 1.704514
.61189 0.276429 1.095155
.368658 1.686822 -0.350934
.782904 2.059931 1.310286
.660202 -0.793078 0.8023
.395797 0.289956 2.175581
.687976 0.001262 0.558612
.929536 -1.01369 -0.689071
.597281 -0.525656 1.302541
.343836 -1.738922 1.259305
.677329 -1.185862 -1.546109
.511658 -0.17543 -1.085976
.571042 -1.895322 -0.796329
.765119 -2.334151 -1.130772
.10017 -0.25052 -1.550648
.980788 -1.338499 -2.5878
.467105 -2.368406 -1.923662
.29781 -3.284968 -1.245907
.53784 -2.26381 -0.057236
664025 -2.484974 -2.993111
182646 -3.190067 -1.611636
088858 -1.429843 -1.802305

wWwwwoNER PR

NWERLRNEDN

0.254051 -1.157616 2.022315
0.305214 -2.14733 1.684815

-0.642835 -0.728346 1.762171

1.045292 0.124973 0.544432
0.335635 -1.159663 3.03895
2.22688 -1.644818 0.737162
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conf
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-0
0.
-1
-0
0.

-2.
-1.
-0.

749648 -2.757642 0.814362

08

.133469 -1.409683 -2.285495
.669689 -0.193774 -1.505186
.576944 -2.133319 -1.601151
.88034 -1.14876 -3.041398
.28701 -1.902452 -2.770752
.699356 -0.04373 0.141953
.958105 -0.441323 1.441024
.49599 0.668011 0.363476
.154889 -0.936087 -0.301826
.109312 -1.666058 1.323781
.366315 0.404951 1.805903
.739163 -0.615148 2.189302
.807251 -1.720274 1.605854
.622302 -2.581948 1.023779

.04251 -2.945986 1.515759
314983 -0.805575 1.939188
.108547 -2.863427 0.417409
.542345 -3.102562 2.480053
592926 -3.820866 1.346008
084932 -1.707425 0.581928
663327 -3.808069 0.394145
609457 -2.784203 -0.559701
.163254 -1.672411 -0.497659
.533806 -0.760349 0.592403
.567074 -1.773933 1.565827
.038152 -0.413463 -0.478241
.792112 -2.561295 -0.381351
.696611 -1.775793 -1.488726

-3.564829 0.699242 -1.415569
-4.118972 -0.039511 0.549454
-5.058717 -0.673049 -0.774346
-2.13968 1.193893 -1.175834
-4.248984 1.552356 -1.343197
-3.641121 0.335735 -2.447463
-1.919482 1.929573 0.139929
-1.860585 1.861926 -2.006696
-1.476249 0.310411 -1.209096
-0.457456 2.276983 0.389103
-2.299683 1.320415 0.965292
-2.518271 2.848081 0.13874
-0.190412 3.050491 1.677476
-0.077626 2.868792 -0.456499

I I T IONDIINIINIINIIONCIINIINIINIINIINININIINCIIONNIIIONNE
1
=

0.129512 1.344021 0.419191
-0.504969 2.266126 2.943756
-0.774699 3.977811 1.661934
0.861127 3.357955 1.691573
-1.563731 2.002646 3.013317
-0.256983 2.846658 3.835298
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0.073061 1.335908 2.989738
0.961618 0.793119 -2.381332
1.497053 1.682587 -2.22879
-0.017774 0.931176 -2.104583
0.982434 -0.506536 -0.711851
0.99664 0.538564 -3.367533
2.8047 0.614238 -0.853805
2.90127 1.783958 -1.16218

conf_09

NI ITNIINCIINIINIINIINIINIININDINIINIIONOIIIONONIERE

1

-0.961376 2.18309 2.366917
-1.424726 1.443505 1.128472
-1.684016 2.967316 2.591916
0.011607 2.656679 2.210096
-0.898686 1.513687 3.228982
-1.308057 2.047341 -1.449654
0.020834 2.74751 -1.81663
-2.09609 2.39243 -2.122282
-1.208692 0.965512 -1.59226
1.106128 2.591132 -0.791297
-0.188347 3.813244 -1.947577
.352856 2.360864 -2.783445
.156556 1.767204 -0.889779
.048668 3.252197 0.076912
.257325 1.661051 0.11787
.23969 1.145587 -1.782718
.365115 0.274769 0.763524
.115467 2.423721 0.890758
.207538 1.894265 -0.379005
.801573 -0.831798 -0.190493
.397843 0.01909 1.219117
.069436 0.327924 1.600555
.633847 -2.241498 0.374168
.853641 -0.673949 -0.451271
.253069 -0.757057 -1.136339
.195833 -2.624926 0.726314
.260554 -2.357228 1.265714
.019452 -2.956795 -0.360797
.205044 -2.427984 -0.413006
.85946 -2.057343 1.606645
.178001 -3.673909 1.041583
-0.221031 -2.839603 -0.072271
1.542168 -2.987503 -1.294408
1.21203 -1.373903 -0.732199
-1.218096 -2.512062 -1.180973
-0.525477 -2.374707 0.878906
-0.256111 -3.915585 0.131238
-2.683115 -2.702361 -0.802639
-0.976187 -3.125707 -2.055048
-1.070489 -1.473441 -1.532894
-3.219515 -1.631091 0.140362

NFRPRPRAPRNWPAWHANWPANWWNWERERNOG
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.817384 -3.69044 -0.346154
.295538 -2.702565 -1.710717
.68315 -1.826377 0.507397
.101285 -0.648963 -0.346788
.622576 -1.613689 1.06486
.31221 -1.826719 -0.387004
.046116 -1.03618 1.169733
.831363 -2.782246 1.017253
.408458 0.409261 0.738021
.794597 -0.30114 0.108175
.056609 -0.083407 1.560304
.349498 0.895583 1.336511

H 0.403488 0.861641 0.260693
C -1.74218 2.394639 -0.04539
0 -2.340068 3.402833 0.212181

1-DeoxymethylISA

conf_00

I T OHDIINIITOIINNONDIIIINODIINDIINIIONOONOIINONIERE

OFRPROWRRFRWANNRFRPRWNMRENOORO®

Q.
-1

.093126 2.485848 -0.862096
.734876 1.067082 0.39174
.422821 1.919821 ©.381903
.115802 1.163913 1.291387
.549826 -1.628947 1.294946
.904584 -3.011937 1.328151
.913964 -1.386112 2.301131
.780478 -0.877192 1.071415
.398791 -3.531275 -0.01732
.632529 -3.730654 1.722225
.08064 -2.996872 2.050084
620347 -2.644045 -0.729936
.247319 -3.710789 -0.687758

.056733 -4.514438 0.148458
.85526 -2.325319 0.108052
.139611 -1.710591 -1.05919
.931478 -3.152409 -1.651007
.150031 -3.226273 0.659172
.602864 -1.583551 0.8773
.24099 0.579329 -0.870799

.044916 1.098288 0.316278
.220472 0.338411 -0.540365
.180415 1.403877 -1.60664
.322173 2.178576 1.115763
.006442 1.476819 -0.046871
.280918 0.265245 0.98712
.181305 1.646249 1.977805
.946603 2.958734 0.43252
.037996 2.692324 1.766414

.43721 2.736442 2.7346
.591448 0.922761 2.691774
474747 1.069611 1.364599
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H 1.112212 3.280875 3.400821
-0.368576 2.324791 3.34796
-0.004732 3.478601 2.058353
-0.301286 2.505393 -2.134133
0.538756 1.918864 -2.038424
-0.008939 3.442743 -2.409257
-0.413005 2.631913 -0.024133
-0.90948 2.101134 -2.861431
-1.811335 1.153914 -0.807119
-1.063061 0.349238 -0.745679
-2.469579 1.083648 -2.06602
-2.968278 0.265142 -2.13506
2.827799 -0.633142 -1.589745
2.161454 -0.908661 -2.416275
3.779781 -0.349035 -2.05234
3.061964 -1.854229 -0.700395
3.89394 -1.6559 -0.016137
3.399264 -2.675728 -1.34279
-2.703791 -1.511979 0.305431
-2.316067 -1.605111 -0.719229
-3.374373 -2.369235 0.433148
-3.532857 -0.236177 0.448231
-4.318209 -0.219723 -0.317734
-4.066046 -0.256954 1.404099
-1.811891 3.305404 -0.914

I T I ONOIINIINIINIOINIIIIZTITIT

conf_01

1

0.083764 -1.948107 1.297589
-1.559801 -2.07008 -0.662574
-1.680148 -2.578563 -1.627552
-1.365906 -1.019806 -0.913771
-3.92391 -0.056549 -0.775912
-3.901369 0.76446 0.515954
-4.757663 0.284856 -1.397381
-3.026841 0.15361 -1.371481
-3.160561 2.091695 0.383971
-3.436429 0.191815 1.330111
-4.930523 0.944126 0.841709
.643535 1.929569 0.37426
-3.430381 2.753486 1.214042
-3.475653 2.60554 -0.532385
-0.878649 3.237728 0.227112
-1.361974 1.243954 -0.441136
-1.35796 1.461792 1.334336
-1.210679 3.920163 1.017261
-1.159312 3.712295 -0.720972
2.813573 2.435143 -0.86035
3.416851 1.434681 0.126625
3.143481 3.447376 -0.602815
3.220537 2.231979 -1.8572
3.5738 0.025615 -0.435072

NITITONOIIIINIINIINDIIONCOIINONIER
1
=



I T T ONDIINIINIINIOINIIIIZITIIIINIINII

ORrRPROUUMNWPMRWPANPADMEAEDN

.821152 1.416649 1.053127
.40583 1.781133 0.443988
.048241 -0.995013 0.592553
.297036 0.057734 -1.258813
.64603 -0.319975 -0.924772
.284665 -2.38167 0.01362
.330206 -1.058675 1.427186
.970724 -0.621537 1.051502
.367701 -2.795389 -0.415852
.644155 -3.076135 0.77709
.03839 -2.34622 -0.778174
.598144 -0.587711 0.951506
.243168 -0.683539 0.152281
.118236 -0.159911 1.717546
.909259 -2.483301 1.768241

-0.149773 0.063413 0.683162
-0.327933 -2.652945 0.013762
-0.507649 -3.703945 0.275625

0.825822 -2.529656 -0.805281
0.664725 -2.922321 -1.667173
1.285853 2.437449 -0.920807
0.964965 2.980701 -1.816822
0.913891 1.411508 -1.066815
0.639413 3.100816 0.294071
1.076184 4.100354 0.397142
0.915219 2.574926 1.2211

-4.053651 -1.563347 -0.561968
-4.951189 -1.770331 0.031164
-4.209706 -2.054711 -1.529255
-2.853025 -2.207754 0.132611
-2.735395 -1.766127 1.129829
-3.06177 -3.27036 0.299896
-0.737889 -1.845484 2.005077

conf_02

1
C
C
H
H
C
C
H
H
C
H
H
C
H
H
C
H

1

-1

.858972 1.664669 -0.735481

-4.087188 0.5306 0.016241
-4.531442 0.57084 -0.98581
-4.912328 0.750284 0.703673

-2.221564 -2.860879 -0.643438
-0.830243 -2.508041 -0.138088
-2.128334 -3.469567 -1.548733

-2.74169 -3.483123 0.094392
0.099226 -3.6815 0.146793

-0.908636 -1.922394 0.792514
-0.350323 -1.873312 -0.901285

1.40681 -3.24518 0.804174
0.3051 -4.216456 -0.788169
-0.41705 -4.391867 0.801916

246639 -2.296903 -0.043039

2.
2.002207 -4.130557 1.051167
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.176447 -2
.621983 -1
.582602 -2
.546123 0.
.802974 1.
.842382 -0
.262304
.133936
.502697
.061694
.429096
.434728
.890101
.814877
.153509
.658634
.584738
.292739
.098739
-0.803396 0
-0.886753 ©
0.137097 1.
-1.440949 2

OO FRONONRFPRNWNEAENMNMNWNRELPR

PAPUUUUNMNMNWDRAWNWORNOG

-3.107903
-3.640106

-3.268459

5.10656 -0.
3.444925 -1
3.091961 -1
4.076086 -2
-3.053277 -
-2.465433 -
-3.930255 -
-3.536349 -
-4.320545 -
-2.752178 -
-2.058117 1

I T ITONDIINCIINIINIOINMIIIIZIIIIINIIONOIINIINNIII

conf_03
1

.901182 -2
.643222 -1
.026815 -2
.654678 -1
.601285 0.
.468128 -1
.933793 -1

T T ONOITITNONR
PUpbpPbPRrProOoO®

1
2
-2.568797 1.
1

4.300315 -0.
4.791491 -1.

.762436 1.764695
.464473 -0.392367
.813457 -0.952042
381446 -0.796709
282061 0.182801
.003651 -1.54728

.992854 -1.357566
.473261 -0.493611
.654113 0.94114
.694474 0.748243
.433466 0.457817
.127139 -1.280266
.030021 -1.059774
.63443 -0.246354
.778854 1.20341
.907782 1.042659
.229688 -0.744919
.289242 0.455162
.33321 -1.02043

.828414 -0.086588
.996226 0.926547
098574 -0.390623
.668889 -0.809728

-0.923599 -0.177701 -0.251145

.693529 0.148094
.614497 -0.120181
810991 1.45927

.916279 2.108572
779131 -0.149061
355481 -0.941517
376672 0.475134

.720479 0.697244
.199159 1.596994
.538677 1.061803

1.617374 -0.949759

0.95623 -1.60733

1.888088 -1.546622

0.869913 0.29607
1.473842 0.761528
0.808489 1.061325
.28147 -1.735305

-1.571838 -2.587945 -0.430945

.128964 -0.577665
.276446 -1.222912
.990088 -1.245694
.177628 -0.125187
227409 0.478935
.205312 -0.859365
.892027 0.659473
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conf

11

.323633
.569254
.871429
.856771
.730185
.882747
.290766
.246894
.762594
.913025
.374917

.60242

.567206
.649537
.921842
.010964
.529128
.203831

NEFPF WNOMNNMNRERPRFRPROOR

1
2
2
1.
0
0

.349785 -0.529318
.408642 0.956432
.265603 1.297142
.75136 -0.6955
.0565 -1.505034
.245908 -0.236709
.523967 0.492492
.861592 -0.892375
.381131 -1.588964
.41129 0.654811
.929547 1.412354
.233096 0.077245

.055561 0.104043
.717465 -0.905459
.986617 0.80661
391843 -0.235108
.593621 1.102607
.302109 -0.613166

.92119 0.168958 -0.246201
.052978 1.879399 -1.216317
.398348 2.121124 0.485867
.369062 0.485111 -0.590913
.886817 -0.311933 0.744577
.533094 -0.552983 -0.98762
.794621 1.184584 0.133676
.992111 -0.412595 -0.593174
.44193 0.945882 -1.579762
.696373 -2.380845 0.53587
.967335 -3.236401 1.020463
.52588 -1.958191 0.109842
.665564 -3.566503 -0.901579
.300417 -1.711495 1.229156
.261519 -2.415389 0.352761
.058832 -3.327074 0.927302
.484696 -1.399564 1.320502
.140592 -0.553283 1.007972
.164071 1.820503 0.363655
-0.

109642 1.371704 1.36903

.130514
.840856
.578175
.740089
.378562
.100095
.579917
.207279
.426838
.092762
-1.667163 -1.811127 -1.191363

_04

1.
2.
3.
3.

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

049087 -0.364539
964943 0.307053
69759 1.078392
483962 -0.654721
664231 -0.806932
968926 -1.608471
622423 -1.300671
839706 0.151627
650661 0.856823
935497 0.760012
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.6116 -0.488929 -2.118772
.893923 -1.22136 0.236022
.742085 -2.13913 0.817428
.890582 -0.794112 0.112396
.98599 0.975804 2.329713
.26071 2.417767 1.876986
.507081 0.992166 3.313225
.243281 0.513573 1.667034
.18462 2.970241 0.946106
.230133 2.479628 1.364449
.355939 3.061323 2.755953
.292885 2.385381 -0.460272
.26078 4.060402 0.876363
-0.805373 2.756161 1.365963
-0.902016 2.671471 -1.370669
0.424133 1.296947 -0.333713
1.217007 2.767694 -0.915589
-0.621519 2.529197 -2.42565
-1.153822 3.733821 -1.284846
-3.197893 -0.516791 -1.218621
-3.702666 -0.558496 0.223786
-2.977183 -1.535161 -1.558472
-4.004097 -0.153385 -1.865954
-2.656424 -0.944375 1.265872
-4.535378 -1.269338 0.272744
-4.129186 0.414021 0.49341
-1.981908 -2.290375 1.027734
-3.137516 -0.960968 2.25078
-1.887084 -0.162404 1.334535
-1.064684 -2.69322 2.17359
-1.411302 -2.262143 0.088873
-2.750149 -3.059873 0.883998
-0.295822 -1.934171 2.353472
-0.562595 -3.645752 1.979318
-1.628439 -2.805976 3.104098
.250027 -0.054609 -2.56541
.687967 -0.912165 -2.673175
.269804 0.452507 -3.449277
.137186 -0.843267 -3.00587
.785594 0.541518 -1.868556
.437953 -1.630121 -1.125068
.424613 -2.095626 -1.005264
.550888 -2.508216 -1.806972
.324366 -3.257323 -1.24954
.959816 0.349734 -1.435166
.135586 -0.081769 -0.847308
.674513 0.281156 -2.497066
.136078 1.821012 -1.075906
.404685 1.914165 -0.018223
-2.987719 2.219287 -1.638119
2.226917 0.088066 2.395401
3.003187 0.597736 2.976324
1.995841 -0.83319 2.942861
2.79852 -0.280932 1.02592

OO FRPNOOORFRROORLEN

PR WNOWRO®R

1 1 1 1 1
NN R R R
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H 2.980941 0.640461 0.457567
H 3.778214 -0.75443 1.157095
H 3.136142 0.367145 -1.697548

conf_05

I NITOINIITIIZIIIIINCIINIINIIONOCOIIIINIINOIINDIINONOIINNER

1
-1

NN DPDWNMNUVWWNRAPNWUVTWWERO®

.306932 -2.214502 1.2503

.99374 -2.313774 0.213156
.971013 -3.409307 0.252442
.414903 -1.962298 1.162064
.996503 -1.51036 0.466497
.67191 -0.042063 0.731144
.082108 -1.63264 0.382496
.706392 -2.098549 1.345964
.036931 0.91453 -0.39797
.190587 0.269754 1.645986
.60157 ©.058696 0.957277

.812977 2.388571 -0.048962
.470941 0.659253 -1.302293
.090807 0.773006 -0.665382
.436071 2.709173 0.531245
.987377 2.996255 -0.944566
.570965 2.6995 0.67937
.387793 3.778195 0.766877

.32334 2.19268 1.492883

.251207 1.914784 -0.491896
.521582 1.654078 0.305345
.996471 1.016893 -1.074405
.445697 2.69523 -1.236737

.669665 1.096147 -0.525653
.84523 2.575522 0.803489
.278235 0.972759 1.144701
.936741 0.814186 0.274267
.341486 0.186247 -1.054944
.907316 1.804934 -1.327002
.033591 0.155226 -0.548094
.304416 1.75398 0.700331
.706689 0.18844 1.153999
.318995 0.787753 -1.393132
.931496 -0.024307 0.047635
.708016 -0.806367 -0.961725
.714619 -1.841402 0.896818
.861783 -0.825295 0.933473
.410674 -2.289007 1.49239
.038855 -1.736117 2.192083
.852085 -2.127385 -0.08373
.419175 -1.77495 0.10028

.377393 -0.675327 0.084206
.11884 -2.236902 -1.048973

.608445 -2.059886 -1.843483

.065281 2.311266 0.376947
.257341 3.286869 0.840091
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H 0.02352 1.601444 1.214298
C 1.261488 2.34008 -0.36875
H 1.204734 3.036267 -1.214593
H 1.429863 1.349737 -0.811277
C 3.356011 -2.107744 -0.788278
H 3.859387 -1.716544 -1.678382
H 3.532086 -3.189514 -0.79729
C 1.862121 -1.83248 -0.946238
H 1.709636 -0.753313 -1.072954
H 1.52951 -2.305574 -1.879503
H -1.284312 -3.299979 1.363355
conf 06
1
0.460916 -1.397797 -0.883447
2.583578 -2.764272 -0.718216
2.515614 -3.260728 -1.693542
3.066907 -3.494834 -0.056893
4.,388958 0.59734 0.209241
3.364892 1.663748 -0.181928
5.155754 0.513595 -0.569588
4.,912153 0.927397 1.113505
2.531437 2.163489 0.996768
2.711667 1.273136 -0.975326
3.87922 2.519998 -0.631583
1.341177 3.033 0.598006
3.188967 2.730219 1.664736
2.166803 1.314947 1.592516
0.173761 2.234746 0.029554
1.660535 3.782108 -0.137276
0.986643 3.593899 1.469764

-0.160797 1.535614 0.8125
0.528518 1.632898 -0.820928
-2.997309 1.534431 0.020535
-4.049433 0.618472 -0.597511
-3.495142 2.278126 0.65371
-2.361427 0.974514 0.724419
-4.828806 -0.219543 0.414519
-3.58062 -0.035228 -1.349027
-4.749966 1.236599 -1.168739
-4.036528 -1.370587 1.034163
-5.722336 -0.631672 -0.067591
-5.19224 0.43785 1.212061
-3.766676 -2.518041 0.065285
-4.587995 -1.768161 1.891267
-3.099043 -0.986569 1.462035
-4.697551 -3.022393 -0.207379
-3.112441 -3.282161 0.500254
-3.340439 -2.179404 -0.891102
-0.805161 -1.109994 -0.148243
-1.562156 -1.767881 -0.360116
-1.15176 -0.162009 -0.322581

I T Z I I I IITONODIINIINIITNCOIIIINIINDIINIIONONOIINONIER
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H ©.23569 -1.584188 -1.933453

-0.

583739 -1.20538 0.85307

1.153934 -2.574358 -0.214592
0.588066 -3.49476 -0.423992
1.04292 -2.27514 1.173599
1.525261 -2.919205 1.697622

-2.
-1.

I T ITNDIITNIITINDIINIOINI
1
(W]

149497 2.259489 -1.021914
746308 1.536019 -1.751776
.810721 2.90531 -1.609138
.997499 3.082297 -0.450633
.364059 3.707955 0.372221

.632841 3.773164 -1.218251
3.765849 -0.777659 0.450834
4.443435 -1.397564 1.049303
2.859276 -0.662808 1.053307
3.453348 -1.515137 -0.850763
3.000129 -0.826256 -1.575023
4.396781 -1.819375 -1.316509
1.070305 -0.499408 -0.792966

conf_07

1

0.753811 1.621495 -0.40461

-1.
-1.

082897 3.236937 0.36882
192191 4.257545 0.750177

.357636 2.592622 1.213624
.860309 0.705968 -0.091865
.045717 -0.240884 0.059081
.340136 0.718992 0.882318
.161257 0.294054 -0.835431
.618984 -1.660091 0.424253
.618201 -0.255157 -0.876499
.719914 0.156766 0.825697
.95654 -2.424636 -0.731065
.487749 -2.222508 0.778217
.939245 -1.6073 1.285878
.788609 -3.312731 -0.311463
.593999 -1.719387 -1.491392
.712277 -3.031625 -1.238179
.515451 -3.972966 -1.142162
.093096 -3.968427 ©.513739
.877255 -2.551795 0.872482
.541047 -1.798218 -0.27953
.625683 -3.210273 1.325164
.599696 -1.858304 1.686345
.656404 -0.855569 0.155732
.797516 -1.241323 -0.875062
.943928 -2.530292 -0.988766
.337566 -0.138328 -1.002586

NI ITONOIINCIINNDIIIINIINCIINIIONONIINNIE
1
=

VTWhHhBRARNRERPWERNMNNERE

.40397 -1.420686 0.725024

.273857 -0.106117 0.869633
.383316 0.867959 -0.547552
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I T ONDIINDIINCIINIOINIIIIZITIIIIT

H 0.15264 1.

RPrRPROOOUVI A PW

-0

.580777 0.36521 -1.621395
.799675 -0.884041 -1.659415
.940187 1.649583 0.079314
.864359 1.356751 -1.397951
.167098 0.381568 0.04041
.549 0.685918 0.741516
.903534 1.15866 1.583055
.046962 -0.199834 0.609676
.811277 1.572801 -0.665693

.444625 0.470143 0.868424

.394469 3.025472 0.056401
.711178 3.711395 -0.739739
.201413 3.189153 1.214739
.052599 4.051997 1.610027
.649867 -3.365974 0.470886
.908006 -4.019195 -0.371448
.372107 -4.03012 1.29631

.557504 -2.513875 0.09959
.302743 -1.840772 -0.733367
.815451 -1.880018 0.962892
.234138 2.128523 -0.490835
.885629 2.086205 -1.370068
.830684 2.587229 0.306847
.034682 3.016087 -0.818028
.495662 2.570706 -1.66445
.389545 3.982564 -1.184423
76866 -1.244118

N WNWNhDNDDN

conf_08

ITITODNODIITIINODIINDIINDIIONOIIONONIEER

WINWWNRENMNMNMNORNO

Q.
-0

.205496
.031432
.247023
.448823
.873827
.673303
.620542
.222608
.562579
.576664 -1.244938 0.040974
.318609 -1.659322 -0.714881
.303469 -0.872477 1.034126

.316549 -1.630676 -0.334292
.199376 0.148625 -0.076173
.522065 -0.22249 0.904331
.122842 0.432305 -0.594024
.400614 2.469314 1.42196
.232277 2.203554 0.482374
.018529 2.557426 2.444337
.85786 3.436536 1.181479
876693 3.250267 0.520418
.588494 2.13886 -0.558043
.226295 0.746713
.91502 -0.420455
.349112 1.548353
.222432 0.252017
.727251 0.04017
.792749 -0.545376
.70442 -1.418357
.979248 0.508718
.047289 0.831666

NONMNWEMA~AWNER
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I T ITONODIINCIINIINIOINIIIIZITIIIINIINCIINI

P OOONORNE M

-0
-0
Q.

.192207 -2.135515 0.214861
.512504 -2.757542 -0.022147
.594634 -1.99509 -1.721626
.694376 -0.762112 -0.8619
.99253 -2.401501 1.368659
.129402 -3.66059 0.054614
.669681 -3.072308 -0.664628
.106434 -3.483991 1.967028
.452242 -1.440221 1.343681
.840294 -2.22095 2.035665

.760921 -3.700292 1.332664
.261915 -3.203041 2.956796
659708 -4.420725 2.076598
.156867 -0.829691 -0.830395
.362037 -0.587609 -1.809439
.278306 -1.353829 -0.774674
.184838 -2.634164 -0.740635
.030652 0.046546 -0.311806
.618095 -1.025256 -0.858928
.35415 -1.838597 -0.844822
.295979 -0.685469 -2.201899
.075242 -0.382866 -2.674487

.418118 -0.190731 -0.679082
.252513 0.088454 -0.025955
.869814 -0.635235 -1.573598
.650719 1.065264 -1.090276
.950647 0.818217 -1.900258
.352547 1.785577 -1.525358

.463835 1.375136 1.374498
.973568 0.400946 1.536898
.145602 1.480109 2.224969
.302138 1.376904 0.093456
.929273 2.272961 0.113711
.679924 1.503311 -0.801969
.27768 -1.677358 0.752904

oo NBR

conf_09

1
C
C
H
H
C
C
H
H
C
H
H
C
H
H

OrRrONMNMNONUDMDBDNER

-1
Q.
Q.

.068431 1.763663 1.150845
.263815 0.768964 0.160188
.724701 0.600399 1.141176
.082752 1.102747 -0.487396
.375514 -2.681522 0.18264
.981479 -2.283805 -0.284341
.280974 -3.432946 0.973495
.918529 -3.166438 -0.637279
.098344 -3.439408 -0.744506
.049727 -1.567158 -1.118422
.473313 -1.776113 ©.552291

.286394 -2.97826 -1.193957
00579 -4.170132 0.068444
600642 -3.957363 -1.568892
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I T T ONDIIONCIINIINIOINIIIIZITIIIINIINCIINIINNOIIIION

NNDWBANODW

WNWWERPRERPRORR

.172859 -2.477696 -0.055321
.792983 -3.793307 -1.720531
.163813 -2.176882 -1.93682
.561589 -1.921588 0.665375
.574162 -3.331038 0.504754
.271805 -0.124877 1.593387
.290426 0.855346 0.953272
.711123 -0.814463 2.234174
.94056 0.42603 2.263889
.919753 1.987177 0.153978
.627713 0.281971 0.284791

.670954 1.291569 1.756761
.88978 2.886203 -0.518261
.554111 2.588286 0.816286
.584566 1.572409 -0.612034
.504923 4.055347 -1.272545
.292723 2.28312 -1.220145
.195606 3.276243 0.243224
.182961 3.701157 -2.054209
.7417 4.675799 -1.748657

.08194 4.694124 -0.598051

.011762 1.069827 0.356949
.032824 1.482672 -0.585748
.070262 1.186951 0.746979
.65489 2.735539 1.42291
.185291 0.063326 0.261735
.311317 1.95557 0.281198
.865639 2.789287 0.729723
.767605 2.352047 -0.971581
.465882 2.592687 -1.585274

-4.112443 -0.925736 0.593993
-4.663985 -1.691448 1.150799
-4.874668 -0.277494 0.148302

-3
-2
-3

.312806 -1.584163 -0.528828
.899636 -0.80694 -1.187303
.995207 -2.162924 -1.161108

.186854 -1.500247 0.70875
.587458 -0.974155 1.46995
.06189 -1.86413 1.257317
.677691 -0.539513 -0.377768
.446805 -1.061145 -0.954689
.893678 -0.31807 -1.113462
.272243 1.191996 2.055307

13Z-1-DeoxymethylSO

conf_00

1
C
C
H
H

1

Q.
2.
3.
1.

44935 -1.355957 -0.354469
327816 -2.607707 0.760204
180494 -3.259485 0.532413
626842 -3.208956 1.351791
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-0
1.
1.
-0
Q.

-2.
-3.
-2.

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

I rTrrHODITIrNCITITNCIINIOINIIIIZITIIITIINIININIONONOIIIINIINIINIIONOON
1
v

-0

.584869 0.481011 -0.008936
.679825 1.5897 0.514551
.120966 0.026904 -0.895618
.511324 0.933625 -0.380235
.323786 2.612719 -0.557561
.170187 2.094989 1.356138
.760869 1.161674 0.936402

.31825 3.675164 -0.116143
.944222 2.08837 -1.446236
.240022 3.111892 -0.891936

.027452 3.133453 0.364578
150163 4.367313 -0.949457
759296 4.274281 0.688472
.67036 3.9759 0.643269
110271 2.552747 1.285482
745424 0.787138 -1.104692
242085 -0.442213 -0.892836
887783 1.218459 -2.096712
.261257 -1.21374 0.391481
.771482 -0.913181 -1.722634
.663675 -1.244941 1.018578
.559264 -0.791672 1.11929
.949215 -2.249124 0.198751
.14195 0.1236 1.47689
.642962 -1.936976 1.866506
.370188 -1.667212 0.294807
.464503 0.549255 2.22453
.133335 0.0657995 1.930692
.207023 0.827788 0.642388
.326719 -1.286539 -1.627123
183472 -0.771583 -2.345889
.256671 -0.822376 -1.49541
749872 -0.347397 -0.077211
.449401 -2.249355 -1.962865
63355 -2.281677 -0.553158
341654 -1.819189 -1.254872
056037 -3.431704 -1.161217
713821 -4.123896 -1.264853
.052788 1.673572 -0.119712

.737119 2.491641 0.142373
.855516 1.143153 0.817508
.757049 2.276402 -0.661301
.970767 2.870614 -1.558581
.091498 1.468349 -0.995793

.95677 -0.586401 1.021195
.707657 -1.259361 0.589253
.460465 -0.081334 1.85301
.818569 -1.428199 1.605324
.168904 -1.85952 2.54779
.974919 -0.787704 1.890373

.22622 -1.758771 0.402699

conf 01
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-0.219138 1.655322 -1.266989
-2.02923 2.524466 0.355965
-2.272708 3.451361 0.887112
-1.768867 1.805524 1.143589
-3.762164 -0.149177 0.780369
-3.952003 -1.662638 0.664218
-4.687484 0.291919 1.167778
-3.000003 0.071424 1.538787
-2.784002 -2.408718 0.022396
-4.854163 -1.862759 0.075327
-4.146058 -2.071172 1.662364
-1.453642 -2.259644 0.752183
-2.664271 -2.075762 -1.016603
-3.032697 -3.473078 -0.04388
-0.260485 -2.66402 -0.102616
-1.466588 -2.842187 1.681016
-1.329465 -1.216666 1.093238
-0.259625 -2.052825 -1.017997
-0.397672 -3.692533 -0.456431

2.372549 -1.626332 -1.358475
3.14515 -0.529407 -1.324407
1.757461 -1.772684 -2.246488
4.114546 -0.136189 -0.253494
3.096497 0.14308 -2.182871
3.593364 0.964331 0.67783
5.0295 0.225487 -0.736674
4.404064 -1.002255 0.348365
4.661576 1.479779 1.629832
2.756553 0.560103 1.266577
3.200987 1.800488 0.082611
5.060553 0.670616 2.248253
4.264186 2.2472 2.298354
5.496918 1.918467 1.077049
0.357219 0.682176 -0.296977
0.811154 1.233635 0.443374
1.085163 0.063346 -0.713956
0.605289 2.001401 -1.891811

-0.357341 0.086526 0.129366
-0.795179 2.827658 -0.48835
-1.042005 3.60451 -1.223546
.29969 3.235643 0.321784
.044513 3.97474 0.879816
.296442 -2.699123 -0.312616
.249441 -3.673481 -0.811691
.205106 -2.703484 0.294204
.081023 -2.555121 0.61263
.153826 -1.593963 1.144789
.13425 -3.318679 1.395598
-3.410277 0.532215 -0.537931
-2.498229 0.082193 -0.955211
-4.193323 0.307832 -1.271283
-3.254615 2.049166 -0.433567

P RPRPRWNMNMNNOO®
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232142 2.49067 -1.437854

H -3.
H -4.155392 2.452055 0.039097
H -0.

958972 1.153168 -1.887662

conf_02
1
0.757535 -1.615632 0.322211
3.210878 -2.230185 0.269451
4.017409 -2.444999 -0.443602
2.953122 -3.188339 0.735337
4.092377 ©.849912 -0.179927
2.849863 1.593514 0.293213
3.879077 ©.34099 -1.129902
4.871979 1.580323 -0.42373
2.239015 2.495391 -0.77375
3.096445 2.190873 1.17992
2.09849 0.871341 0.634213
0.887593 3.092872 -0.388707
2.127362 1.930539 -1.711451
2.942202 3.303436 -1.001275

NI ITNIOINIIIIZIIIITIINCIININIONOCNOIIIINIIONOIINOIIONONOIINNER

-0
Q.
Q.
Q.

-0.
-2.

-1.

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

.245762 2.073513 -0.356857
623464 3.883554 -1.0993
963935 3.578009 0.592372
005876 1.277021 0.357853
324591 1.617665 -1.360351
620072 0.521136 0.95911
.091956 -0.729779 0.836746
.149637 0.786484 1.907299
.862604 -1.299568 -0.31669
.991824 -1.386844 1.702112
.358609 -1.440499 0.004884
.474186 -2.297538 -0.562096
.751342 -0.677623 -1.212219
.052767 -0.105012 0.219396
.475492 -2.071191 0.893658
.834422 -1.980779 -0.8197
.621916 0.440849 1.063942
.115476 -0.247488 0.427842
.973219 0.528865 -0.669835
.37636 -1.256637 -0.57522
.170967 -0.382747 -1.0678
259712 -1.081471 -0.046991
856345 -0.830379 1.069882
.489415 -1.994751 -1.274759
000043 -1.773605 -0.530373
211349 -0.810127 -1.015559
598119 -2.719078 -1.513006
342987 -2.95625 -2.071105
.744567 1.641641 -0.029686
.860764 1.256379 -1.049853
.684404 2.166362 0.187042
.600841 2.653408 0.023311
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-1.538488 3.079442 1.032064
-1.835888 3.487795 -0.645292
.663714 -0.142754 0.830775
.556016 -0.609162 0.396985
.015547 0.412234 1.708127
.733342 -1.251913 1.329362
.294322 -1.839484 2.061981
.900366 -0.821131 1.898092
.501921 -2.557413 0.811867

conf_03

I NI I IITZITIIIINIININDINDNONDIITIIIONODIINDIINIIONOIIONONIEER

-0.835043 -2.031035 0.372009
-3.345876 -1.584131 -0.035248
-4.235366 -2.144806 -0.343349
-3.164652 -0.87019 -0.849126

-3.406674 1.585474 0.5129
-2.679677 2.91933 0.690193
-4.476853 1.74208 0.688621
-3.332906 1.25927 -0.532579
-1.160013 2.847045 0.554586
-2.919736 3.325055 1.67942
-3.077921 3.637422 -0.035485
-0.662288 2.362209 -0.802554
-0.749693 2.20183 1.342285
-0.737412 3.838609 0.748219

0.806086 1.960927 -0.785954
-0.830053 3.136863 -1.560247
-1.279068 1.515184 -1.151697
.953602 1.155545 -0.050258
.402359 2.795858 -0.399344
.619686 -0.585839 -1.616031
.834137 -1.101635 -0.395684
.368941 -1.285671 -2.415865
.271487 -0.374084 0.834371
.765524 -2.187105 -0.293509
.679154 -0.790525 1.272533
.575159 -0.593041 1.656833
.239708 0.708827 0.682779
.116046 -0.094986 2.552085
.380581 -0.565472 0.461676
.708505 -1.877995 1.408925
.123898 0.99256 2.430053
.123276 -0.402007 2.842739
444242 -0.332452 3.383044
-0.375808 -1.173303 -0.757136
-0.647418 -1.656349 -1.622935
0.658151 -1.025431 -0.765925
-0.114989 -2.845647 0.460205
-0.820519 -0.251319 -0.749709
-2.203517 -2.594188 0.022255
-2.433243 -3.358404 0.775952

POUPP,UVTUVWNRAEANWNNNEREOO
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0 -1.979119 -3.194196 -1.247064
H -2.789141 -3.58846 -1.580521
C 2.726358 0.848328 -2.040656
H 3.369616 1.411951 -1.3584

H 3.216234 0.871479 -3.018924
C 1.361874 1.545038 -2.14293

H 0.652661 0.88454 -2.665478

H 1.450773 2.430528 -2.779935
C -2.913196 0.486809 1.448419
H -1.829415 ©.355553 1.323708
H -3.035518 0.824759 2.483814
C -3.634095 -0.850448 1.27936
H -3.395489 -1.51076 2.122597
H -4.710671 -0.668313 1.350312
H -0.836261 -1.447535 1.290643
conf_o4

11

C 0.219006 -1.655432 -1.266685
C 2.029387 -2.524684 0.355845
H 2.27298 -3.451563 0.88695

H 1.769233 -1.805752 1.143538
C 3.762119 0.148784 0.780303

C 3.952205 1.662228 0.664277

H 4.687282 -0.292477 1.167893
H 2.999778 -0.071729 1.538558
C 2.784266 2.408464 0.022516

H 4.854376 1.862285 0.075386

H 4.146353 2.070673 1.662437

C 1.453912 2.25962 0.752356

H 2.664408 2.07551 -1.016462

H 3.033093 3.472787 -0.043828
C 0.260869 2.66435 -0.102413

H 1.467021 2.842087 1.681232

H 1.329535 1.216643 1.093352

H ©.259845 2.053165 -1.01779

H 0.398406 3.69282 -0.456206

C -2.372172 1.626801 -1.358271
C -3.144854 ©.529944 -1.323844
H -1.757019 1.772753 -2.246302
C -4.114395 0.137124 -0.252959
H -3.096201 -0.142868 -2.182057
C -3.594364 -0.964965 0.677134
H -5.029982 -0.222897 -0.736208
H -4.402591 1.003003 0.349783
C -4.663154 -1.480512 1.628439
H -2.75725 -0.562233 1.266473
H -3.202638 -1.80077 0.081013
H -5.061472 -0.671681 2.247714
H -4.266535 -2.249031 2.296155
H -5.49882 -1.917828 1.075067
N -0.357258 -0.682289 -0.296551
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-0.811199 -1.233755 0.443781
-1.085135 -0.063344 -0.713473
-0.605491 -2.001433 -1.891443
0.357372 -0.086708 0.129765
0.795125 -2.827813 -0.488169
1.041704 -3.604716 -1.223381
-0.299597 -3.235636 0.322265
-0.044707 -3.975376 0.879558
-2.295943 2.699934 -0.312776
-2.24856 3.674116 -0.812158
-3.204709 2.704796 0.293878
-1.080725 2.555867 0.612716
-1.153803 1.594825 1.14504
-1.133944 3.319597 1.395511
.41045 -0.532466 -0.538109
.498575 -0.082315 -0.955602
.193709 -0.308142 -1.271256
.254595 -2.049396 -0.433983
.231757 -2.490674 -1.438362
.155467 -2.452517 0.0383
.958782 -1.153233 -1.887385

I T T NHDIINIINCIINIOINIIIIT

OPWWHANMNW

conf_05

11

C 0.144635 -1.195971 -0.362082
C 1.821759 -2.942816 0.312211

H 2.460042 -3.731304 -0.104419
H 1.16016 -3.423256 1.042146

C 4.251841 0.104523 0.756671

C 3.27117 1.266362 0.921353

H 5.110184 0.446434 0.16759

H 4.651237 -0.177206 1.737774
C 2.91294 1.967988 -0.387128

H 3.706728 2.007976 1.599941

H 2.362468 0.914864 1.427605

C 1.799721 3.005129 -0.252882

H 2.620821 1.232819 -1.151818

H 3.815003 2.45043 -0.779072

C 0.416022 2.393624 -0.072916
H 1.787545 3.646106 -1.141758

H 2.016489 3.666541 ©.595151

H ©.408095 1.732752 0.804937

H 0.204222 1.760803 -0.949986
C -2.571912 1.938838 -0.806393
C -3.364228 0.857304 -0.739146
H -2.332 2.321635 -1.800556

C -3.917207 0.207297 0.490249

H -3.728317 0.445282 -1.683478
C -3.822129 -1.318577 0©.476348
H -4.97832 0.482839 0.564556

H -3.443787 0.604123 1.3936

C -4.527174 -1.962592 1.660135



3
3.
4.
2.
3.
2
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conf

OCORROWNRPRNWNNUWRARRPRWNO®LPR
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-1.
0.767393 -0.325023 -0.170827
-1.333707 -1.705649 -1.68793
0.951499 -2.397514 -0.811545
1.582968 -2.100275 -1.662458
-0.031495 -3.321485 -1.258481
0.376416 -4.157771 -1.496708
-2.
-2.
-2.
-0.

.76611

.250099
.106261
.439768
.592196
.833489
.356423
518682

067956
804608
03993

705019
.470874
.755779

148107
446187
681485
253492
026758

06

.434852
.276404
.053209
.622875
.198607
.049346
.049968
.540394
.707318
.313082
.160767
.457269
.579885
.564877
.159034
.429713
.515252
.179693
.094467
-2.724125 1.411569 -1.050893
-3.164195 0.146488 -0.954408
-2.69161 1.856015 -2.047213

-1.625527 0.483367
-1.699725 -0.459762
-1.615572 2.60859
-3.051178 1.633333
-1.714 1.660289
-0.846637 -1.43186
-0.509228 -2.269025
-0.113033 -1.137469

2.769493 0.333359
3.565303 0.507281
2.185157 1.259637

3.410031 0.079166
4.082865 0.910609
4.040169 -0.817553

.647085 -1.133329 0.094361

-0.827523 -0.833957
-1.81498 -0.217065
-1.887317 1.007646
-2.378898 1.80084

-1.178664 1.529449

-0.436254 -1.43377 0.531578

-1.298295 -0.421487
-2.772444 0.448318
-3.470136 0.112848
-3.329639 1.129193
.601105 1.005023
.609669 1.037181
.051295 0.482334
.406402 2.028121
.209696 -0.325237
.428655 1.715394
.144176 1.483722
.087742 -0.32186
.41552 -1.076068
.79822 -0.669269
.297714 -0.215523
.690368 -1.236803
.801126 0.5096
.662672 0.680876
.621838 -1.083287

PR WWMNNRPRWERNMNNMNMNORREO
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-3.38199 -0.

-3.506129 -0.
-4.857805 -0.
-2.787024 -0.
-3.052326 -1.
-5.095401 -1.
-5.457495 -1.

-5.191355 0.
-4.795788 -2
-6.151633 -1
-4.528403 -1
-0.448775 -1
0.067787 -0.659107 -2.375504
-1.266666 -0.464661 -1.389332
0.901324 -0.349268 -0.167309
-0.774093 -2.003032 -1.91926

640077 0.303139
331847 -1.874837
667477 ©.717447
234466 1.128805
679128 0.156025
508685 1.961223
050895 -0.115875
362192 0.88578
.549284 1.801083
.508782 2.239744
.124886 2.815233
.082272 -1.603325

1.449661 -2.
2.111925 -1.
0.660636 -3.
1.208888 -4.
-2.369361 2.

-3.212433 3

-2.297644 1.
-1.097147 3.

-1.000251 3
-1.190127 3

3.845069 -0.
3.399644 -0.
4.760463 -1.

2.91484 -1.
3.475461 -1
2.123779 -0
-0.2084 -1.

conf_07

N ITITNDIITINIITONOIIONONEE

.521163 -0
.39246 -2.
.491383 -3
.117278 -1
.680432 0.
.677375
.490099
.758115
.433958
.569219
.773157
.162996
.291099
.599483
-0.112114 2

NNEFEWRANMNPWWNNNOR

W R NMNNNMNOOR

369557 -0.764437
987169 -1.555828
429698 -1.287648
194957 -1.478452
339286 0.066784
.034278 0.178845
800893 1.017352
153753 -0.167858
.889297 0.637489
.72919 -1.097164
728303 0.338627
521041 -0.642436
291927 0.12761
595369 1.186444
.988635 2.040222
.977649 1.628804
623027 0.399129

.945251 -0.429528
429627 0.43542
.502057 0.638965
.973395 1.392693
461746 0.872124

.956626 0.552162
.247278 1.578707
.198274 1.405466
.442202 -0.191901
.194646 -0.038723
.523564 1.485158
.40483 0.649391
.847114 -1.106229
.465868 -0.544718

.623527 -0.152357

H 1.23035 3.160587 1.440943
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H 1.087552 1.444775 1.176303
-0.119713 1.93854 -1.015014
-0.110852 3.629401 -0.58988
-2.853366 1.579712 -1.202717
-3.487915 0.401703 -1.101648
-2.465245 1.856537 -2.183096
-4.135744 -0.176745 0.115676
-3.588318 -0.19651 -2.010696
-3.474896 -1.473345 0.593248
-5.185865 -0.39103 -0.119734
-4.141372 0.54574 0.936369
-4.217742 -2.121401 1.751262
-2.44279 -1.258698 0.906557
-3.41733 -2.184568 -0.24338
-4.276059 -1.443919 2.608029
-3.721152 -3.03676 2.081527
-5.240145 -2.380619 1.462644
-0.682393 -0.975496 -1.313017
-1.145371 -1.879666 -1.153404
-0.424368 -0.926731 -2.299198
1.137823 -0.091079 -0.699186
-1.372644 -0.21732 -1.124787
1.245386 -2.27364 -0.55887
1.643147 -2.374977 -1.582505
0.198002 -3.217344 -0.362308
0.54697 -4.112016 -0.365374
-2.678629 2.589039 -0.106104
-2.709429 3.59112 -0.547065
-3.51981 2.533504 0.589734
-1.372823 2.429239 0.678387
-1.358629 1.433134 1.145075
.369272 3.145556 1.507198
.86486 -0.430875 -0.350888
.166391 -0.148106 -1.149692
.857726 -0.241305 -0.773704
.749723 -1.925447 -0.060485
.019531 -2.487619 -0.96267
.496675 -2.195978 0.693617
.154353 -0.819816 0.590624

I T ITONDIIONCIINIINIOINIIIIZITIIIINIINININNII
=

O, PwWphwwi

conf_08

.271351 -1.305236 -0.338031
.98141 -2.8626 0.653909
.711567 -3.630883 0.370393
.223644 -3.365639 1.266747
.65938 0.021816 -0.109618
.963801 1.240062 0.485936
.08775 -0.328244 -0.980424
.62535 ©0.338104 -0.519393
.721656 2.337979 -0.543102
.566526 1.637399 1.312289

IO ITITOOHOIITNOR
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.010587
.916049
.223978
.688062
.524332
.822006
.480822
.033242 4.1
.608986 2.5
-2.584489 1.
-3.250498 0.
-2.696565 1.

.9
.5
.9
.6
.1
.2
.0

OONRFROWNRN
NAEARAMPWNR WO

-3.322976 -0.
-3.868606 -0.
-4.643566 -0.
-2.493148 -0.
-3.235386 -1.
-5.877114 -o.

-4.719801 0.
-4.590789 -0
-6.020003 -0
-6.777267 -0
-5.812077 -1
-0.542228 -1
0.008911 -0.
-1.380243 -0
0.737753 -0.
-0.830986 -1
1.286685 -2.
2.025205 -2.
0.510154 -3.
1.047502 -4.
-1.729506 2.
-2.265151 3.
-1.588253 1.
-0.37236 2.4
-0.518156 3.
.139986 1.5
.911807 -1.
.527879 -1.
.527377 -0.
.687153 -1.
.011685 -2.
.966468 -1.
-0.423189 -1

P WNPMPPWO

0.605261 -2
-2.894161 -2
-3
2

.401524 -1
.996216 -3

46195 0.945114
29686 -0.028066
05779 -1.423057
99095 -0.912081
89904 0.504038
64893 -0.835754
27781 0.768063
14016 0.828988
69985 1.405597
335308 -0.890101
18904 -0.674997
801728 -1.87003
587127 0.605613
183724 -1.491505
362005 1.358715
322449 1.269116
661003 0.387255
796197 0.581457
699087 1.620237
.912836 2.303533
.201962 -0.325504
.679882 1.189071
.849512 0.288803
.078192 -1.568138
628739 -2.300511
.478292 -1.379707
364127 -0.053049
.999572 -1.918001
396111 -0.616176
02809 -1.34209
425097 -1.219211
206339 -1.372454
088954 0.077663
002925 0.367007
522823 1.004209
83988 -0.50427
122687 -1.384478
85154 -0.874815
121348 0.8745
887502 0.387936
72523 1.689889
796958 1.498268
304348 2.411644
044211 1.840677
.621867 0.442524

.407667 -0.641804
.234456 0.399578
.871237 1.300586
.325636 0.404658
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-3.971612 0.683799 0.148053
-3.85956 2.19427 -0.059673
-3.469065 0.405907 1.083091
-5.026825 0.4237 0.294095
-2.43396 2.710977 -0.24386

-4.322007 2.703692 0.79374
-4.453556 2.474516 -0.937397
-1.536314 2.537897 0.980308
-2.472784 3.77557 -0.499189
-1.981708 2.223079 -1.11567
-0.048267 2.674213 0.666849
-1.704638 1.555948 1.443383
-1.825723 3.272519 1.739118
0.515426 2.848096 1.590445
0.117491 3.555963 0.035322
2.452496 0.385822 -1.223672
3.308198 -0.57349 -0.839907
2.069549 0.337787 -2.24448
4.015852 -0.692067 0.474315
3.590389 -1.317568 -1.588366
5.509301 -0.352243 0.359365
3.927112 -1.723902 0.841244
3.553519 -0.047654 1.229158
5.76449 1.109474 0.02718
5.966319 -0.995198 -0.402161
5.99284 -0.608869 1.307277
5.308692 1.392088 -0.926287
6.835481 1.311467 -0.046179
5.358094 1.767307 0.80228
0.84362 -2.390777 -0.265704
0.881152 -2.584375 0.74659
1.328601 -1.487366 -0.455868

-0.746067 -1.806525 -1.539289
1.373416 -3.1082 -0.758657
-1.420604 -1.892488 0.536364
-1.292585 -0.80584 0.616424
-0.816186 -2.522204 1.662421
-1.296754 -2.310557 2.466514

1.985794 1.558594 -0.421199
2.599741 1.695552 0.472722
2.119238 2.461933 -1.028569
0.514514 1.440253 -0.027786
0.401526 0.581565 0.650986
-0.07967 1.214523 -0.923711

-3.418252 -0.138264 -1.010469
-3.92741 0.159995 -1.93412
-2.360991 0.111678 -1.17002
-3.571551 -1.648745 -0.841333
-4.635432 -1.902059 -0.78903
-3.197051 -2.154483 -1.740143
-0.871049 -3.445624 -0.851803
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Synthesis Data

The 1-deoxysphingolipids 4E-1-deoxySO and 4£-3-deoxySO were purchased from Avanti Polar Lipids
(Alabaster, USA). 3-Keto-1-deoxySA, 8E-1-deoxySO, 12E-1-deoxySO, 13E-1-deoxySO, 14E-1-
deoxySO, 14Z-1-deoxySO, 13Z-1-deoxymethylSO, 1-deoxyPS, w-OH-1-deoxySA and 5E,14Z-1-
deoxysphingadiene were synthesized as reported previously.) The synthesis of 1-deoxySA,
5E-1-deoxySO, 1-deoxymethylSA and 6E-3-keto-1-deoxySO was carried out according to largely
analogous synthesis routes.["”

OH
NH, 1-DeoxySA

Rr: 0.42 (EtOAc/ iso-propanol 9:1, visualized with 1.3% ninhydrine).

'H NMR (MeOD, 500 MHz, ppm) & 3.72 — 3.68 (m, TH), 3.27 (qd, J = 6.8, 3.0 Hz, TH), 1.53 (dt, J = 11.0,
8.2 Hz, TH), 1.45 (dt, J = 13.6, 4.6 Hz, 2H), 1.38 — 1.27 (m, 25H), 1.22 (d, / = 6.8 Hz, 3H), 0.90 (t, / = 7.0
Hz, 3H).

3C NMR (MeOD, 126 MHz, ppm) & 71.65, 52.62, 34.00, 33.07, 30.78, 30.76, 30.72, 30.67, 30.63, 30.47,
26.97, 23.73, 14.43, 12.05.

ESI-MS: m/z calculated for C1sH4NO [M+H]* 286.32; observed 286.3.
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1H-NMR spectrum for 1-DeoxySA
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W
NH, 3-Keto-1-DeoxySA

Rz 0.34 (EtOAc/ iso-propanol 9:1, visualized with KMnOjs solution).

'H NMR (MeOD, 500 MHz, ppm) § 4.17 (q, J = 7.3 Hz, 1H), 2.68 (dt, J = 17.7, 7.3 Hz, 1H), 2.59 (dt, J =
17.7, 7.2 Hz, 1H), 1.68 — 1.60 (m, 2H), 1.54 (d, J = 7.4 Hz, 3H), 1.38 — 1.26 (m, 24H), 0.92 (t, J = 7.0 Hz,
3H).

3C NMR (MeOD, 126 MHz, ppm) & 207.44, 55.85, 39.21, 33.10, 30.80, 30.74, 30.63, 30.56, 30.50, 30.16,
24.31, 23.76, 15.75, 14.47, 2.31.

ESI-MS: m/z calculated for C1sH37NONa [M+Na]* 306.27; observed 306.3.
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NH, 5E-1-DeoxySO

Rz 0.45 (EtOAc/ iso-propanol 4:1, visualized with 1.3% ninhydrine).

'H NMR (MeOD, 500 MHz, ppm) & 5.58 (dd, J = 14.3, 7.5 Hz, 1H), 5.44 (dd, J = 14.6, 7.2 Hz, 1H), 3.78
—3.72 (m, TH), 3.26 (dd, J = 6.7, 2.8 Hz, TH), 2.29 — 2.13 (m, 2H), 2.03 (dd, / = 13.3, 6.6 Hz, 2H), 1.42 —
1.27 (m, 20H), 1.23 (d, J = 6.8 Hz, 3H), 0.90 (t, J/ = 6.7 Hz, 3H).

3C NMR (MeOD, 126 MHz, ppm) & 135.37, 126.18, 71.69, 51.92, 37.68, 33.67, 33.04, 30.78, 30.70,
30.59, 3043, 30.37, 23.77, 14.48, 11.62.

ESI-MS: m/z calculated for C1sH3sNO [M+H]* 284.29; observed 284.3.



Page 250 of 272

| 2E+05
'H-NMR spectrum for 5E-1-DeoxySO L aesos
r2E+05
r1E+05
r1E+05
r1E+05
r1E+05
r1E+05
790000

80000

70000

60000

[~50000

40000

30000

20000

10000

-10000

0.95
103
1021
097 %
3.00 =
3.00

o
=
w»
-
o

9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 0.5

—135.37
—126.18
—71.69
51.92
68
67
04
78
70
—14.48
—11.62

80
13C-NMR spectrum for 5E-1-DeoxySO
r70
60
50
F40
30

r20

r1o

. . . .
150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)



Page 251 of 272

OH
SCH
3
NH, !

8E-1-DeoxySO

Rz 0.45 (EtOAc/iso-propanol 4:1, visualized with KMnOs solution).

'H NMR (CDCl3, 500 MHz, ppm): & 5.44 — 5.32 (m, 2H), 3.82 (m, TH), 3.29 (m, TH), 2.04 — 1.90 (m, 4H),
1.31 (m, 23H), 0.87 (t, / = 6.9 Hz, 3H).

3C NMR (CDCl3, 126 MHz, ppm): & 130.52, 130.43, 70.85, 51.68, 32.73, 32.43, 31.98, 31.56, 29.82,
29.62, 2949, 29.32, 25.87, 22.69, 14.21, 11.19.

ESI-MS: m/z calculated for C1sH3sNO [M+H]" 284.29; observed 284.3.
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1H-NMR spectrum for 8E-1-DeoxySO

X N T o
2 8 g 3 8
T T T T T T T T T T T T T T T 1
8.0 7.5 7.0 6.5 6.0 5.0 45 4.0 3.5 3.0 25 2.0 15 10 0.5 0.0
f1 (ppm)
ne
a3 g 5 gBTEReRREA]L 28
aa R g gases888s8sy 9
N

<

13C-NMR spectrum for 8E-1-DeoxySO

" ot i "
Wil l Ll L

150 140 130 120 110 100 20 80
f1 (ppm)



Page 253 of 272

OH
Y\H/\/\H/\
7
NH, 3

12E-1-DeoxySO

Rr: 0.45 (EtOAc/iso-propanol 4:1, visualized with KMnOy solution).

'H NMR (MeOD, 500 MHz, ppm): & 5.46 — 5.28 (m, 2H), 3.66 (m, 1H), 3.22 (m, TH), 2.07 — 1.88 (m, 4H),
1.53 - 1.20 (m, 20H), 1.17 (d, J = 6.7 Hz, 3H), 0.85 (t, J = 6.4 Hz, 3H).

3C NMR (MeOD, 126 MHz, ppm): & 131.71, 131.13, 71.56, 52.49, 33.81, 33.61, 33.47, 33.01, 30.72,
30.68, 30.56, 30.42, 30.21, 26.39, 23.69, 14.46, 12.01.

ESI-MS: m/z calculated for C1sH3sNO [M+H]" 284.29; observed 284.3.
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OH
MO
8
NH, 2

13E-1-DeoxySO

Rr: 0.45 (EtOAc/iso-propanol 4:1, visualized with KMnOy solution).

'H NMR (CDCl3, 500 MHz, ppm): & 5.45 — 5.32 (m, 2H), 3.86 (m, 1H), 3.36 (m, 1H), 2.05-1.92 (m, 4H),
1.52 -1.19 (m, 23H), 0.88 (t, / = 7.0 Hz, 3H).

3C NMR (CDCl3, 126 MHz, ppm): & 130.46, 130.00, 70.93, 51.84, 32.90, 32.76, 32.43, 31.97, 29.82,
29.70, 29.64, 29.56, 29.32, 25.91, 22.33, 14.09, 11.40.

ESI-MS: m/z calculated for C1sH37sNONa [M+Na]™ 306.27; observed 306.3.
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OH
Y\HW
9
NH,

14E-1-DeoxySO

Rr: 0.45 (EtOAc/iso-propanol 4:1, visualized with KMnOy solution).

"H NMR (CDCl3, 500 MHz, ppm): § 5.46 — 5.31 (m, 2H), 4.28 (br.s, TH), 3.85 (m, 1H), 3.32 (m, 1H), 2.05-
1.91 (m, 4H), 1.53 = 1.20 (m, 23H), 0.88 (t, J/ = 7.3 Hz, 3H).

3C NMR (CDCl3, 126 MHz, ppm): & 130.71, 130.24, 70.70, 51.62, 34.86, 32.86, 32.78, 29.83, 29.78,
29.68, 29.62, 29.35, 22.89, 13.79, 11.44.

ESI-MS: m/z calculated for C1sH3sNO [M+H]" 284.29; observed 284.3.
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OH
NH», 14Z-1-DeoxySO

Rr: 0.45 (EtOAc/iso-propanol 4:1, visualized with 1.3% ninhydrine).

'H NMR (500 MHz, MeOD) & 5.35 (ddd, J = 5.9, 3.6, 2.8 Hz, 2H), 3.70 (ddd, J = 8.1, 5.3, 3.0 Hz, TH),
3.26 (qd, J = 6.7, 3.1 Hz, 1H), 2.07 — 1.98 (m, 4H), 1.47 — 1.28 (m, 20H), 1.21 (d, J = 6.8 Hz, 3H), 0.91 (t,
J =74 Hz, 3H).

3C NMR (126 MHz, MeOD) & 131.05, 130.65, 71.71, 52.61, 34.02, 30.86, 30.75, 30.73, 30.69, 30.65,
30.35, 30.31, 28.15, 27.00, 23.98, 14.16, 12.08.

ESI-MS: m/z calculated for C1sH3sNO [M+H]* 284.29; found 284.3.
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OH

\‘/Y\/\/\/\/\/\/\

NH, OH  {1.peoxyPS

Rz 0.27 (EtOAc/ iso-propanol 5:1, visualized with KMnOjs solution).

'H NMR (MeOD, 500 MHz, ppm) & 3.58 (dt, J = 9.5, 4.7 Hz, 1H), 3.40 (ddd, J = 16.9, 11.8, 5.9 Hz, 2H),
1.82 (t,J = 9.5 Hz, TH), 1.60 -1.52 (m, TH), 1.40-1.26 (m, 24H), 1.25 (d, J = 6.7 Hz, 3H), 0.89 (t, / = 6.8
Hz, 3H).

3C NMR (MeOD, 126 MHz, ppm) & 74.7, 72.8, 50.4, 35.3, 33.1, 30.8, 30.8, 30.7, 30.5, 26.3, 23.7, 14.4,
11.9.

ESI-MS: m/z calculated for C1sH4NO, [M+H]" 302.31; observed 302.3.
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OH

Y\/\/\/\/\/\/\/\/OH

NH, w-OH-1-DeoxySA

Rr: 0.48 (EtOAc/iso-propanol 4:1, visualized with KMnOy solution).

'H NMR (MeOD, 500 MHz, ppm): § 3.69 (ddd, J = 10.4, 5.3, 3.0 Hz, 1H), 3.54 (t, J = 6.7 Hz, 2H), 3.26
(qd, J = 6.7,3.0 Hz, 1H), 1.52 (dt, J/ = 13.7, 6.8 Hz, 2H), 1.47 — 1.41 (m, 2H), 1.39-1.27 (m, 24H), 1.21 (d,
J = 6.8 Hz, 3H).

3C NMR (MeOD, 126 MHz, ppm): § 71.65, 63.01, 52.58, 34.00, 33.67, 30.76, 30.67, 30.61, 26.96, 12.02.

ESI-MS: m/z calculated for C1sH3sNO2Na [M+Na]*™ 324.28; observed 324.3.
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OH
Y-\/W/E/\/
NH, S

5E,14Z-1-Deoxysphingadiene

Rz 0.43 (EtOAc/iso-propanol 4:1, visualized with KMnOs solution).

'H NMR (MeOD, 500 MHz, ppm) & 5.58 (dt, J = 15.0, 6.8 Hz, 1H), 547 — 5.39 (m, 1H), 5.39 — 5.32 (m,
2H), 3.76 - 3.72 (m, 1H), 3.28 (tt, / = 6.7, 3.2 Hz, 1H), 2.28 — 2.13 (m, 2H), 2.10 = 1.99 (m, 6H), 1.41 -
1.29 (m, 12H), 1.22 (d, J = 6.8 Hz, 3H), 0.91 (t, J = 7.4 Hz, 3H).

3C NMR (MeOD, 126 MHz, ppm) & 135.30, 131.00, 130.62, 126.14, 71.67, 51.87, 37.71, 33.69, 30.84,
30.53, 30.49, 30.29, 30.26, 28.12, 23.95, 14.11, 11.64.

ESI-MS: m/z calculated for C1sH3sNONa [M+Na]™ 304.26; observed 304.3.
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1H-NMR spectrum for 5E,14Z-1-Deoxysphingadiene
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R N

NH»
6E-3-Keto-1-deoxySO

Rr: 0.49 (EtOAc/iso-propanol 4:1, visualized with KMnO4 solution).

'H NMR (MeOD, 500 MHz, ppm) & 5.55 — 5.47 (m, 1H), 545 — 539 (m, 1H), 4.14 (q, J = 7.3 Hz, 1H),
2.76 = 2.69 (m, TH), 2.66 — 2.58 (m, 1H), 2.35 - 2.27 (m, 2H), 1.98 (q, / = 6.6 Hz, 2H), 1.53 - 1.49 (m,
4H), 1.37 = 1.27 (m, 17H), 0.90 (t, J/ = 7.0 Hz, 3H).

3C NMR (MeOD, 126 MHz, ppm) & 206.76, 133.10, 129.15, 55.86, 39.32, 33.57, 33.07, 30.78, 30.74,
30.60, 30.46, 30.27, 27.21, 23.73, 15.66, 14.43.

ESI-MS: m/z calculated for C11H3sNO [M+H]™ 282.28; observed 282.3.
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1-DeoxymethyISA

Rz 0.35 (EtOAc/iso-propanol 5:1, visualized with 1.3% ninhydrine).

'H NMR (MeOD, 500 MHz, ppm) & 3.77 — 3.70 (m, 1H), 3.01 (dd, J = 12.7, 3.0 Hz, 1H), 2.75 (dd, J =
12.7,9.5 Hz, 1H), 1.48 (t, J/ = 7.8 Hz, 2H), 1.43 - 1.23 (m, 26H), 0.90 (t, / = 6.9 Hz, 3H).

3C NMR (MeOD, 126 MHz, ppm) & 68.76, 46.09, 36.03, 33.07, 30.78, 30.72, 30.67, 30.64, 30.46, 26.40,
23.73.

ESI-MS m/z calculated for C17H3sNO [M+H]*: 272.29; observed 272.3.
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1H-NMR spectrum for 1-DeoxymethylISA
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HZN\WM
4

13Z-1-DeoxymethylSO

Rr: 0.36 (EtOAc/iso-propanol 5:1, visualized with 1.3% ninhydrine).

'H NMR (MeOD, 500 MHz, ppm) & 5.34 (ddd, J = 5.9, 3.3 Hz, 2H), 3.57 (dd, J = 11.5, 8.9 Hz, 1H), 2.82
—-2.54 (m, 2H), 2.07 = 1.93 (m, 4H), 1.52 - 1.28 (m, 20H), 0.91 (t, / = 7.4 Hz, 3H).

3C NMR (MeOD, 126 MHz, ppm) & 131.03, 130.60, 72.01, 47.65, 36.01, 33.65, 30.86, 30.78, 30.74,
30.65, 30.35, 30.30, 28.14, 26.67, 23.96, 14.14.

ESI-MS: m/z calculated for C17H3sNO [M+H]*: 270.28; observed 270.3.
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