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atom  x (nm)    y (nm)    z (nm)
C     0.27815  -0.19525   0.33666
C     0.42891  -0.19181   0.34926
C     0.46936  -0.09465   0.45931
C     0.40672   0.04227   0.43745
C     0.25555   0.04179   0.41392
C     0.20385   0.18245   0.38617
C     0.24127   0.23718   0.24866
C     0.20748   0.13745   0.13553
C     0.26539  -0.00315   0.16613
C     0.21501  -0.05864   0.30202
C     0.24294  -0.09988   0.04963
C     0.29168  -0.04757  -0.08413
C     0.22464   0.08789  -0.11764
C     0.25510   0.18474  -0.00138
C     0.20293   0.31833  -0.05336
C     0.24210   0.31549  -0.20222
C     0.28363   0.16896  -0.23542
C     0.07347   0.06674  -0.13823
C     0.06174  -0.07970   0.30364
C     0.24808   0.12924  -0.38053
C     0.09861   0.14329  -0.41583
C     0.29747  -0.01281  -0.41134
C     0.28423  -0.05565  -0.55868
C     0.36189   0.03287  -0.65452
O     0.61233  -0.08205   0.45875
O     0.38066   0.27224   0.25136
O     0.43381  -0.03214  -0.07892
O     0.48057   0.05863  -0.63525
N     0.29667   0.07805  -0.75806
C     0.36106   0.15381  -0.86483
C     0.43317   0.05644  -0.95901
S     0.50676   0.13574  -1.09973
O     0.60775   0.22746  -1.05028
O     0.40181   0.20457  -1.16927
O     0.56452   0.02782  -1.17457
H     0.25191  -0.26608   0.25808
H     0.23658  -0.22919   0.43154
H     0.46544  -0.29152   0.37382
H     0.47238  -0.15946   0.25468
H     0.43428  -0.13312   0.55507
H     0.42692   0.10305   0.52565
H     0.45423   0.08758   0.35044
H     0.20783   0.00727   0.50564
H     0.09513   0.18100   0.39389
H     0.24476   0.24940   0.46183
H     0.18210   0.32606   0.22673
H     0.09870   0.13156   0.13177
H     0.37335   0.00746   0.17669
H     0.29575  -0.19270   0.07146
H     0.13608  -0.11987   0.04176
H     0.26504  -0.11865  -0.16235
H     0.36105   0.19243   0.02302
H     0.09482   0.32544  -0.04146
H     0.25071   0.40170  -0.00190
H     0.15728   0.34527  -0.26386
H     0.32565   0.38312  -0.22028
H     0.39080   0.14954  -0.23978
H     0.03307   0.00956  -0.05470
H     0.05674   0.01217  -0.23109
H     0.02363   0.16354  -0.14349
H     0.03144  -0.11862   0.40084
H     0.03402  -0.15078   0.22579
H     0.01180   0.01545   0.28542
H     0.30004   0.20111  -0.44390
H     0.08278   0.11333  -0.51943
H     0.06782   0.24705  -0.40290
H     0.03960   0.07942  -0.35011
H     0.40274  -0.01877  -0.38370
H     0.23993  -0.08258  -0.35051
H     0.32111  -0.15776  -0.56841
H     0.17884  -0.05231  -0.58628
H     0.43325   0.22328  -0.82189
H     0.28576   0.20951  -0.92059
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H     0.51174   0.00590  -0.90285
H     0.36095  -0.01703  -0.99462
C    -0.33796   0.10256   0.50345
C    -0.18704   0.09934   0.51391
C    -0.13753   0.22426   0.58552
C    -0.19154   0.35035   0.51970
C    -0.34295   0.35279   0.49794
C    -0.38595   0.47968   0.42528
C    -0.34847   0.48318   0.27735
C    -0.39158   0.35435   0.20366
C    -0.34231   0.22801   0.27896
C    -0.39281   0.22418   0.42566
C    -0.37400   0.10008   0.20109
C    -0.32529   0.10175   0.05746
C    -0.38408   0.22292  -0.01886
C    -0.34440   0.35032   0.05873
C    -0.38893   0.46259  -0.03444
C    -0.35378   0.40803  -0.17404
C    -0.32284   0.25621  -0.15695
C    -0.53678   0.20688  -0.03102
C    -0.54705   0.21568   0.43444
C    -0.36456   0.17344  -0.28067
C    -0.51361   0.18555  -0.31835
C    -0.32542   0.02607  -0.26282
C    -0.34515  -0.06196  -0.38765
C    -0.26425  -0.01573  -0.50753
O     0.00591   0.22586   0.58057
O    -0.20705   0.50725   0.26803
O    -0.18236   0.10798   0.05701
O    -0.14369   0.00652  -0.49810
N    -0.32893  -0.00278  -0.62007
C    -0.26239   0.02877  -0.74601
C    -0.19923  -0.09905  -0.80279
S    -0.12413  -0.07604  -0.96196
O    -0.01610   0.01951  -0.94584
O    -0.22602  -0.02680  -1.05016
O    -0.07549  -0.20640  -0.99697
H    -0.37078   0.01180   0.45279
H    -0.37929   0.10486   0.60428
H    -0.15655   0.01100   0.57002
H    -0.14392   0.09551   0.41388
H    -0.17265   0.22212   0.68869
H    -0.16517   0.43525   0.58277
H    -0.14334   0.36094   0.42251
H    -0.39053   0.35393   0.59600
H    -0.49430   0.48852   0.43326
H    -0.33883   0.56479   0.47445
H    -0.40218   0.56378   0.22734
H    -0.50057   0.35523   0.20226
H    -0.23365   0.23387   0.28522
H    -0.32689   0.01620   0.25232
H    -0.48211   0.08620   0.20048
H    -0.35851   0.01090   0.00723
H    -0.23759   0.35815   0.07901
H    -0.49601   0.48083  -0.02536
H    -0.33449   0.55469  -0.01356
H    -0.43798   0.42170  -0.24190
H    -0.26643   0.45984  -0.21362
H    -0.21733   0.22894  -0.15484
H    -0.57875   0.18347   0.06681
H    -0.55940   0.12604  -0.10055
H    -0.58025   0.29977  -0.06792
H    -0.57740   0.21326   0.53910
H    -0.58134   0.12504   0.38456
H    -0.59106   0.30276   0.38585
H    -0.30958   0.21651  -0.36435
H    -0.53398   0.12427  -0.40616
H    -0.53717   0.28965  -0.34043
H    -0.57504   0.15127  -0.23509
H    -0.22012   0.02216  -0.23495
H    -0.38590  -0.01548  -0.18221
H    -0.31533  -0.16388  -0.36310
H    -0.45075  -0.06049  -0.41461
H    -0.18472   0.10324  -0.72861
H    -0.33522   0.06811  -0.81692
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H    -0.12278  -0.13364  -0.73321
H    -0.27700  -0.17487  -0.81194
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