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mol. nr. 1058 width: 9.67 edge/width: 1.0 polari.. AF HOMO: -4.488 EdGap: 0.130 BuGap: 0.936
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mol. nr. 1080 width: 7.25 edge/width: 0.67 polari.: AF HOMO: -4.494 EdGap: 0.147 BuGap: 1.399
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mol nr. 1111 width: 9.67 edge/width.: 0.75 polari.. AF HOMO: -4.488 EdGap: 0.132 BuGap: 0.937
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mol. nr. 112 width: 9.67 edge/width: 0.5 polari.: AF HOMO: -4.519 EdGap: 0.147 BuGap: 0.934
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mol. nr. 1153 width: 9.67 edge/width: 1.0 polari.. AF HOMO: -4.488 EdGap: 0.130 BuGap: 0.936
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mol. nr. 1155 width: 6.04 edge/width: 0.8 polari.. AF HOMO: -4.512 EdGap: 0.167 BuGap: 1.327



mol. nr. 1164 width: 6.04 edge/width: 0.8 polari.. AF HOMO: -4.512 EdGap: 0.167 BuGap: 1.327
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mol. nr. 1240 width: 9.67 edge/width: 1.0 polari.. AF HOMO: -4.488 EdGap: 0.130 BuGap: 0.936
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mol nr. 1313 width: 9.67 edge/width.: 0.75 polari.:. AF HOMO: -4.456 EdGap: 0.087 BuGap: 0.937



mol. nr. 1314 width: 2.42 edge/width.: 3.0 polari.: AF  HOMO: -4.489 EdGap: 0.205 BuGap: 2.262
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mol. nr. 1315 width: 9.67 edge/width: 1.0 polari.. AF HOMO: -4.446 EdGap: 0.085 BuGap: 0.938



mol. nr. 1320 width: 7.25 edge/width.: 1.0 polari.: AF  HOMO: -4.504 EdGap: 0.187 BuGap: 1.399



mol. nr. 134 width: 4.83 edge/width.: 1.5 polari.. AF HOMO: -4.491 EdGap: 0.216 BuGap: 0.388
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mol. nr. 1462 width: 9.67 edge/width.: 0.75 polari.. AF HOMO: -4.518 EdGap: 0.166 BuGap: 0.936



mol nr. 1514 width: 9.67 edge/width.: 0.75 polari.:. AF HOMO: -4.477 EdGap: 0.115 BuGap: 0.936
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mol. nr. 1525 width: 9.67 edge/width.: 0.75 polari.:. AF HOMO: -4.486 EdGap: 0.134 BuGap: 0.938



mol. nr. 154 width: 3.62 edge/width.: 2.0 polari.. AF HOMO: -4.488 EdGap: 0.192 BuGap: 2.283
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mol. nr. 1552 width: 9.67 edge/width: 0.5 polari.. AF  HOMO: -4.535 EdGap: 0.158 BuGap: 0.933



mol. nr. 1563 width: 7.25 edge/width: 0.67 polari.: AF HOMO: -4.470 EdGap: 0.117 BuGap: 1.402
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mol. nr. 1594 width: 9.67 edge/width: 1.0 polari.. AF HOMO: -4.488 EdGap: 0.130 BuGap: 0.936



mol. nr. 1628 width: 4.83 edge/width.: 1.5 polari.. AF  HOMO: -4.405 EdGap: 0.043 BuGap: 0.177



mol. nr. 1629 width: 9.67 edge/width: 0.5 polari.. AF HOMO: -4.549 EdGap: 0.188 BuGap: 0.934
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mol. nr. 1661 width: 6.04 edge/width: 0.8 polari.. AF HOMO: -4.510 EdGap: 0.211 BuGap: 1.327



mol. nr. 1662 width: 9.67 edge/width.: 0.75 polari.:. AF HOMO: -4.456 EdGap: 0.087 BuGap: 0.936
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mol nr. 1673 width: 9.67 edge/width.: 0.75 polari.:. AF HOMO: -4.518 EdGap: 0.166 BuGap: 0.936



mol. nr. 1679 width: 4.83 edge/width.: 1.5 polari.: AF  HOMO: -4.402 EdGap: 0.037 BuGap: 0.212
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mol. nr. 1681 width: 7.25 edge/width: 0.67 polari.: AF HOMO: -4.459 EdGap: 0.109 BuGap: 1.400



mol. nr. 1688 width: 7.25 edge/width: 0.67 polari.: AF HOMO: -4.449 EdGap: 0.097 BuGap: 1.401
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mol. nr. 1693 width: 6.04 edge/width: 1.6 polari.. AF HOMO: -4.500 EdGap: 0.176 BuGap: 1.328
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mol. nr. 1756 width: 4.83 edge/width.: 1.5 polari.: AF  HOMO: -4.402 EdGap: 0.037 BuGap: 0.219
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mol. nr. 177 width: 7.25 edge/width: 1.33 polari.. AF  HOMO: -4.500 EdGap: 0.182 BuGap: 1.398



mol. nr. 1781 width: 9.67 edge/width.: 0.75 polari.. AF HOMO: -4.508 EdGap: 0.163 BuGap: 0.934



mol. nr. 1787 width: 6.04 edge/width.: 1.2 polari.: AF  HOMO: -4.456 EdGap: 0.136 BuGap: 1.328
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mol. nr. 1790 width: 9.67 edge/width.: 0.75 polari.:. AF HOMO: -4.456 EdGap: 0.087 BuGap: 0.938
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mol. nr. 1837 width: 9.67 edge/width: 1.0 polari.. AF HOMO: -4.488 EdGap: 0.130 BuGap: 0.936
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mol. nr. 1892 width: 9.67 edge/width: 1.0 polari.. AF HOMO: -4.500 EdGap: 0.146 BuGap: 0.935



mol. nr. 1950 width: 9.67 edge/width.: 0.75 polari.. AF HOMO: -4.488 EdGap: 0.132 BuGap: 0.937



mol. nr. 1973 width: 9.67 edge/width: 0.5 polari.. AF HOMO: -4.519 EdGap: 0.147 BuGap: 0.934



e

4

-

+39%0%¢%¢ %
229090994040,
+30398 P-4

2%
»Pple B 8.0

. ] i
5

3L
<o

o3¢
02020%0%e%¢
0g0e85¢

¥ -

8,9

mol. nr. 2402 width: 9.67 edge/width: 0.5 polari.. AF  HOMO: -4.535 EdGap: 0.158 BuGap: 0.933
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mol. nr. 2449 width: 9.67 edge/width: 1.0 polari.. AF HOMO: -4.488 EdGap: 0.130 BuGap: 0.936
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mol. nr. 249 width: 9.67 edge/width: 0.5 polari.: AF HOMO: -4.465 EdGap: 0.095 BuGap: 0.938




mol. nr. 2547 width: 7.25 edge/width.: 1.0 polari.: AF  HOMO: -4.490 EdGap: 0.159 BuGap: 1.400



mol. nr. 2561 width: 6.04 edge/width.: 1.2 polari.: AF  HOMO: -4.490 EdGap: 0.173 BuGap: 1.328



mol. nr. 257 width: 2.42 edge/width: 2.0 polari.: AF HOMO: -4.487 EdGap: 0.174 BuGap: 2.256



A

W > 292020 %e e + N
rQu*m-r z...-:.:.z.:.*zﬁ -

a2l
e 020%20%0% %%+ <.
e A 2 4 P JJ_.I-QJ

<

mol. nr. 2588 width: 9.67 edge/width: 0.5 polari.. AF HOMO: -4.519 EdGap: 0.138 BuGap: 0.933



mol. nr. 333 width: 9.67 edge/width.: 0.75 polari.. AF  HOMO: -4.488 EdGap: 0.132 BuGap: 0.936
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mol. nr. 355 width: 9.67 edge/width: 1.0 polari.: AF HOMO: -4.488 EdGap: 0.130 BuGap: 0.936
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mol. nr. 387 width: 9.67 edge/width.: 0.75 polari.. AF  HOMO: -4.488 EdGap: 0.137 BuGap: 0.937
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mol. nr. 441 width: 9.67 edge/width.: 0.75 polari.. AF  HOMO: -4.486 EdGap: 0.120 BuGap: 0.936



mol. nr. 445 width: 3.62 edge/width.: 2.0 polari.. AF HOMO: -4.530 EdGap: 0.249 BuGap: 0.296
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mol. nr. 447 width: 7.25 edge/width: 0.67 polari.. AF HOMO: -4.443 EdGap: 0.079 BuGap: 1.401
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mol. nr. 498 width: 9.67 edge/width: 1.0 polari.: AF HOMO: -4.488 EdGap: 0.130 BuGap: 0.936
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mol. nr. 537 width: 9.67 edge/width: 1.0 polari.: AF HOMO: -4.488 EdGap: 0.130 BuGap: 0.936



mol. nr. 566 width: 3.62 edge/width: 1.33 polari.. AF  HOMO: -4.494 EdGap: 0.169 BuGap: 2.332
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mol. nr. 607 width: 9.67 edge/width: 1.0 polari.: AF HOMO: -4.488 EdGap: 0.130 BuGap: 0.936



mol. nr. 615 width: 9.67 edge/width.: 0.75 polari.. AF  HOMO: -4.515 EdGap: 0.169 BuGap: 0.935



mol. nr. 62 width: 9.67 edge/width.: 0.75 polari.. AF HOMO: -4.488 EdGap: 0.132 BuGap: 0.936
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mol. nr. 655 width: 9.67 edge/width.: 0.75 polari.: AF  HOMO: -4.462 EdGap: 0.090 BuGap: 0.938
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mol. nr. 728 width: 9.67 edge/width: 1.0 polari.: AF HOMO: -4.473 EdGap: 0.107 BuGap: 0.936
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mol. nr. 740 width: 7.25 edge/width: 0.67 polari.. AF HOMO: -4.488 EdGap: 0.161 BuGap: 1.399
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mol. nr. 758 width: 9.67 edge/width.: 0.75 polari.. AF  HOMO: -4.456 EdGap: 0.088 BuGap: 0.825



mol. nr. 777 width: 6.04 edge/width: 1.6 polari.: AF HOMO: -4.500 EdGap: 0.176 BuGap: 1.328



mol. nr. 793 width: 9.67 edge/width.: 0.75 polari.. AF  HOMO: -4.488 EdGap: 0.132 BuGap: 0.935



mol. nr. 864 width: 2.42 edge/width.: 3.0 polari.. AF HOMO: -4.456 EdGap: 0.139 BuGap: 2.261



mol. nr. 891 width: 7.25 edge/width: 0.67 polari.. AF HOMO: -4.518 EdGap: 0.164 BuGap: 1.399
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mol. nr. 920 width: 7.25 edge/width: 0.67 polari.. AF HOMO: -4.443 EdGap: 0.079 BuGap: 1.401



mol. nr. 928 width: 9.67 edge/width.: 0.75 polari.: AF  HOMO: -4.488 EdGap: 0.132 BuGap: 0.936
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mol. nr. 933 width: 7.25 edge/width.: 1.0 polari.. AF HOMO: -4.515 EdGap: 0.198 BuGap: 1.399
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mol. nr. 953 width: 9.67 edge/width.: 0.75 polari.: AF  HOMO: -4.488 EdGap: 0.132 BuGap: 0.936
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mol. nr. 955 width: 9.67 edge/width.: 0.75 polari.: AF  HOMO: -4.508 EdGap: 0.163 BuGap: 0.934
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mol. nr. 959 width: 7.25 edge/width: 0.67 polari.. AF HOMO: -4.450 EdGap: 0.087 BuGap: 1.401
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mol. nr. 973 width: 9.67 edge/width.: 0.75 polari.: AF  HOMO: -4.455 EdGap: 0.085 BuGap: 0.938
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mol. nr. 997 width: 9.67 edge/width.: 0.75 polari.: AF  HOMO: -4.456 EdGap: 0.087 BuGap: 0.937



