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1 Todine-Chloride Distances

Adduct | DEFT ~ ONIOM ONIOM ONIOM  AM1 PM6 PM7 GFN2xTB
(DFT:AM1) (DFT:PM6) (DFT:PM?)

1-CI | 2.940 2.855 2.765 2.638 2416 2489 3.551 2.917
2-Cl | 2.867 2.796 2.730 2.595 2.390 2472 3.445 2.862
3-Cl | 2.859 2.760 2.713 2.553 2.374 2464 3.401 2.864
4-C1 | 2.944 2.855 2.769 2.698 2415 2491 3.562 2.921
5-Cl | 2.957 2.864 2.771 2.681 2414 2491 3.581 2.941
6-C1 | 2.943 2.851 2.763 2.690 2.414 2488 3.556 2.912
7-Cl | 2.913 2.838 2.747 2.641 2.407 2480 3.507 2.883
8-Cl | 2.884 2.790 2.729 2.595 2.388 2472 3.445 2.848
9-Cl1 | 2.900 2.815 2.738 2.620 2.399 2476 3.484 2.863
10-Cl | 2.652 2.646 2.640 - 2.324 2429 2.929 2.736
11-C1 | 2.746 2.697 2.685 - 2.349 2453 3.282 2.723
12-C1 | 2.737 2.701 2.684 - 2.351 2453 3.307 2.713
13-Cl | 2.663 2.649 2.613 - 2.333 2425 2572 2.583
14-C1 | 2.800 2.605 2.651 - 2.323 2440 2.949 2.733
15-C1 | 3.016 2.859 2.802 2.694 2.430 2512  3.652 2.925
16-C1 | 2.488 - 2.569 - 2.209 2414 2.351 2.514
17-C1 | 2.570 - 2.669 - 2.322 2441 2717 2.587
18-C1 | 2.984 2.923 2.801 2.772 2.452  2.505 3.596 2.956
19-C1 | 2.865 2.816 2.734 2.608 2.401 2475 3.428 2.867
20-C1 | 2.988 2.921 2.795 2.771 2.444 2502 3.639 2.976
21-C1 | 2.829 2.884 2.781 2.769 2.426 2491 3.517 2.918
22-Cl | 2.726 2.773 2.717 2.519 2.373 2460 3.344 2.813
23-C1 | 2.710 2.781 2.715 2.508 2.383 2463 3.329 2.861
24-C1 | 2.951 2.897 2.832 2.746 2.509 2536  3.388 2.843
25-C1 | 3.118 3.048 2.973 2.973 2,642 2622 3.447 2.970
26-Cl | 2.649 2.611 2.571 2.511 2.316 2.401 2.848 2.606
27-Cl | 2.622 2.587 2.554 2.481 2.304 2388 2.778 2.566
28-C1 | 2.613 2.592 2.556 2.483 2.306 2.388 2.782 2.578
29-C1 | 2.672 2.626 2.584 2.536 2.324 2410 2.921 2.633
30-Cl | 2.634 2.589 2.557 2.476 2.301  2.391 2.810 2.567
31-Cl | 2.624 2.594 2.559 2.478 2.304 2392 2815 2.578
32-C1 | 2.699 2.638 2.592 2.536 2.322 2416 2.994 2.633
33-Cl | 2.591 2.532 2.590 - 2.280 2.403 2.435 2.618
34-Cl | 2.623 2.582 2.615 - 2.206 2415 2.604 2.681
35-Cl | 2.638 2.585 2.619 - 2.206 2.415 2.683 2.694
36-C1 | 2.572 2.499 2.585 - 2.273 2401 2.395 2.508
37-Cl | 2.518 - 2.564 - 2.261 2.390 2.335 -

38-Cl | 2.501 - 2.564 - 2.263 2390 2.338 -

39-Cl | 2.574 2.506 2.590 - 2.274  2.403  2.909 2.520
40-C1 | 2.573 - 2.586 - 2.272 2401  2.39 -

Table 1: Todine-chloride distances in chloride adducts (A), where DFT is the method M052X-D3/[Def2TZVP +
Def2TZVPD.ECP(I)]. Cases where the carbon-iodine (or carbon-nitrogen) bond was broken are omitted.
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2 lodine-Formaldehyde Distances

Adduct | DFT  ONIOM ONIOM ONIOM  GFN2-xTB
(DFT:AM1) (DFT:PM6) (DFT:PM?)
1-OCH2 | 3.166 3.077 2.939 3.067 3.102
2-OCH2 | 3.084 3.048 2.889 3.034 3.040
3-OCH2 | 3.072 3.026 2.861 3.022 2.999
4-OCH2 | 3.178 3.079 2.948 3.073 3.115
5-OCH2 | 3.221 3.094 2.966 3.093 3.167
6-OCH2 | 3.180 3.075 2.941 3.068 3.109
7-OCH2 | 3.166 3.075 2.931 3.064 3.098
8-OCH2 | 3.101 3.046 2.887 3.036 3.018
9-OCH2 | 3.121 3.058 2.904 3.047 3.044
10-OCH2 | 2.880 2.943 2.692 2.942 2.844
11-OCH2 | 2.964 2.976 2.764 2.986 2.861
12-OCH2 | 2.976 2.990 2.769 3.004 2.876
13-OCH2 | 2.914 2.919 2.679 2.911 2.793
14-OCH2 | 2.986 2.842 2.705 2.916 2.859
15-OCH2 | 3.333 3.080 3.062 3.057 3.141
16-OCH2 | 2.735 2.864 2.627 2.754 2.779
17-OCH2 | 2.749 2.912 2.647 2.874 2.740
18-OCH2 | 3.173 3.092 2.951 3.064 3.106
19-OCH2 | 3.044 3.043 2.857 3.024 3.015
20-OCH2 | 3.220 3.117 2.977 3.108 3.184
21-OCH2 | 2.958 3.065 2.867 3.072 3.008
22-OCH2 | 2.886 3.014 2.776 3.030 2.920
23-OCH2 | 2.853 2.938 2.743 2.990 2.935
24-OCH2 | 3.131 3.131 2.919 3.128 2.949
25-OCH2 | 3.184 3.154 2.806 3.141 2.965
26-OCH2 | 2.916 2.794 2.702 2.721 2.729
27-OCH2 | 2.881 2.770 2.665 2.702 2.674
28-OCH2 | 2.867 2.776 2.668 2.706 2.694
29-OCH2 | 2.955 2.824 2.754 2.762 2.773
30-OCH2 | 2.878 2.770 2.683 2.687 2.669
31-OCH2 | 2.867 2.776 2.687 2.688 2.688
32-OCH2 | 2.961 2.780 2.708 2.692 2.770
33-OCH2 | 2.830 2.898 2.585 2.929 2.710
34-OCH2 | 2.856 2.908 2.629 2.990 2.753
35-OCH2 | 2.871 2.927 2.639 2.999 2.759
36-OCH2 | 2.787 2.788 2.574 2.962 2.697
37-OCH2 | 2.734 2.660 2.537 2.916 2.618
38-OCH2 | 2.717 2.681 2.538 2.922 2.647
39-OCH2 | 2.809 2.833 2.591 2.978 2.721
40-OCH2 | 2.809 2.790 2.584 2.972 2.707

Table 2: Todine-oxygen distances in formaldehyde adducts (A), where DFT is the method M052X-D3/[Def2TZVP
+ Def2TZVPD.ECP(I)].
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3 LINK ATOM

3 Link Atom

Adduct DFT ONIOM(DFT:AM1)

H F cl Br I
I-Cl 2940 | 2.855 2571 2759 2739 2.732
2-Cl 2867 | 2796 2.539 2.701 2.683 2.672
3-Cl 2859 | 2760 2518 2.665 2.648 2.634
4-Cl  2.944 | 2.855 2571 2759 2,740 2.733
5-Cl 2,957 | 2.864 2574 2766 2.746 2.739
6-Cl  2.943 | 2.851 2.568 2.755 2.736 2.729
7-Cl 2913 | 2838 2555 2741 2723 2714
8-Cl 2884 | 2790 2.536 2.695 2.678 2.667
9-Cl 2900 | 2815 2549 2719 2701  2.692
10-C1 2,652 | 2.646 2442 2553 2536 2.510
11-C1  2.746 | 2.697 2475 2.603 2.585 2.563
12-C1 2,737 | 2.701 2476 2.605 2.587 2.564
13-Cl1 2,663 | 2.649 2452 2569 2549 2.524
14-C1  2.800 | 2.605 2.445 2551 2.524 2.505
15-C1  3.016 | 2.859 2570 2.795 2.764 2.746
16-Cl1 2488 | - 2371 2443 2.389 2.382
17-Cl 2570 | - 2.380 2439 2404 2.395
18-Cl1 2984 | 2.923 2620 2848 2.825 2.827
19-Cl  2.865 | 2.816 2554 2.721 2.704 2.695
20-C1 2988 | 2.921 2609 2832 2809 2.810
21-C1  2.829 | 2.884 2,607 2757 2743 2.752
22-Cl 2,726 | 2.773 2523 2643 2629 2.622
23-C1  2.710 | 2781 2538 2665 2.651 2.647
24-C1 2951 | 2.897 2642 2788 2783 2.796
25-C1  3.118 | 3.048 2814 2974 2980 3.003
26-C1  2.649 | 2.611 2484 2514 2509 2.522
27-Cl  2.622 | 2.587 2463 2493 2488 2.501
28-Cl  2.613 | 2.592 2466 2497 2491 2.505
29-Cl  2.672 | 2.626 2499 2528 2522 2.536
30-Cl  2.634 | 2589 2.465 2536 2506 -
31-Cl1  2.624 | 2504 2467 2542 2510 -
32-C1 2,699 | 2.638 2.506 2.580 2.553 -
33-Cl 2591 | 2532 2.373 2460 2430 2.396
34-Cl 2,623 | 2.582 2406 2499 2482 2.454
35-Cl 2,638 | 2.585 2408 2500 2.484 2.456
36-C1 2,572 | 2.499 2354 2435 2368 2.362
37-C1 2518 | - 2342 2377 2354 2345
38-Cl 2501 | - 2343 2379 2356 2.346
39-Cl 2,574 | 2506 2.356 2439 2.369 2.363
40-C1 2573 | - 2352 2430 2365 2.358

Table 3: Todine-chloride distances in chloride adducts (A), where DFT is the method M052X-D3/[Def2TZVP +
Def2TZVPD.ECP(I)]. The elements given for the ONIOM methods are the link atoms used in each case. The
omitted values either did not converge or converged to a structure with a broken iodine-carbon (or iodine-nitrogen)

bond.
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4 Jodine-Lewis Base Distances

Adduct | DFT  ONIOM ONIOM ONIOM  AM1 PM6 PM7 GFN2xTB
(DFT:AM1) (DFT:PM6) (DFT:PM?)

11-NH3 | 2.962 2.953 2.736 2.927 2.820 2023 3.325 2.789
11-DMF | 2.879 2.902 2.730 2.903 3.878 2.014 2.992 2.711
11-1 | 3.183 3.123 3.138 - 2.626 2.718 3.983 3.063
11-Br | 2.942 2.897 2.881 - 2.456 2.644 3.657 2.852
1-F | 2145 2.116 2.156 - 1.922 1912 2.004 2.295
11-OMe | 2.177 2.154 2.219 - 2.038 1.978 2.218 2.266

Table 4: Iodine-Lewis Base distances in pentafluoroiodobenzene adducts (A), where DFT is the method M052X-
D3/[Def2TZVP + Def2TZVPD.ECP(I)]. Cases where the carbon-iodine (or carbon-nitrogen) bond was broken are
omitted.
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5 Relaxed Scans

I-Cl Distance DFT ONIOM(DFT:AM1) | I-Cl Distance GFN2-xTB
3.20 -1486.00738698 -758.8492838816 3.10 -45.096984518149
3.15 -1486.0085638 -758.8509318322 3.05 -45.09865245358
3.10 -1486.00968466 -758.8525422305 3.01 -45.100147379864
3.05 -1486.01074849 -758.8541132680 2.96 -45.101525110849
3.00 -1486.01174926 -758.8556356511 2.92 -45.102639581027
2.95 -1486.01266004 -758.8570711404 2.88 -45.103657868819
2.90 -1486.01344072 -758.8583632847 2.84 -45.104427728568
2.85 -1486.01405722 -758.8594679792 2.80 -45.104988565987
2.80 -1486.01447711 -758.8603507070 2.76 -45.105328771833
2.75 -1486.01465238 -758.8609558701 2.73 -45.105451345566
2.70 -1486.01451582 -758.8611967679 2.69 -45.105353328496
2.65 -1486.01399579 -758.8609807296 2.66 -45.105034604939
2.60 -1486.01301342 -758.8602135147 2.62 -45.104497306234
2.55 -1486.01147026 -758.8587761678 2.59 -45.103750389290
2.50 -1486.00925334 -758.8565246046 2.56 -45.102754029120
2.45 -1486.00623951 -758.8533053615 2.53 -45.101563742044
2.40 -1486.00227881 -758.8489405798 2.50 -45.100160726844
2.35 -1485.99719256 -758.8432230437 2.47 -45.098417999653
2.30 -1485.99077694 -758.8359277182 2.44 -45.096475084861
2.25 -1485.98277120 -758.8267809839 2.41 -45.094292420671
2.20 -1485.97286479 -758.8154825312

Table 5: SCF energies with varying iodine-chloride distances (A) for adduct 11-Cl, where DFT is the method

M052X-D3/[Def2TZVP + Def2TZVPD.ECP(I)].

I-O Distance DFT ONIOM(DFT:AM1) | I-O Distance GFN2-xTB
3.50 -1140.23576944 -413.0721096353 3.17 -47.456381946423
3.45 -1140.23598989 -413.0723272311 3.12 -47.456829566648
3.40 -1140.23622336 -413.0725548939 3.07 -47.457262442058
3.35 -1140.23646139 -413.0727798604 3.02 -47.457629363802
3.30 -1140.23668949 -413.0729928004 2.97 -47.457946566407
3.25 -1140.23690212 -413.0731903100 2.93 -47.458165996581
3.20 -1140.23709961 -413.0733694433 2.88 -47.458281449612
3.15 -1140.23727611 -413.0735305389 2.84 -47.458277183728
3.10 -1140.23743124 -413.0736718938 2.79 -47.458140149508
3.05 -1140.23755648 -413.0737788133 2.75 -47.457859625919
3.00 -1140.23763327 -413.0738363766 2.71 -47.457421811009
2.95 -1140.23764901 -413.0738315798 2.67 -47.456824383201
2.90 -1140.23757579 -413.0737401716 2.63 -47.456060927972
2.85 -1140.23739023 -413.0735440861 2.59 -47.455112182026
2.80 -1140.23708142 -413.0732329209 2.56 -47.454017778798
2.75 -1140.23663426 -413.0727890375 2.52 -47.452641481458
2.70 -1140.23601196 -413.0721729464 2.48 -47.451184374572
2.65 -1140.23516004 -413.0713249527 243 -47.449446354003
2.60 -1140.23403562 -413.0702020699 2.39 -47.447779291606
2.55 -1140.23260813 -413.0687788320 2.36 -47.445914173602
2.50 -1140.23083324 -413.0670065931

Table 6: SCF energies with varying iodine-oxygen distances (A) for adduct 11-OCH2, where DFT is the method

M052X-D3/[Def2TZVP + Def2TZVPD.ECP(I)).
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6 Computation Time

Adduct | DFT ONIOM ONIOM ONIOM  AMI PM6 PM7 GFN2-xTB
(DFT:AM1) (DFT:PM6) (DFT:PM7)

1-CI | 14037.9 426.8 993.5 917.7 139 841 742 3.8
2-Cl | 23498.7 431.6 903.9 1043.3 144 947 886 5.1
3-Cl1 | 30101.0 435.9 1127.4 1175.3 16.6 112.6  85.7 5.1
401 | 231258 423.1 975.9 947.4 15.0 985  73.7 4.7
5Cl | 46059.3 419.9 1374.6 4863.1 17.7 1239  94.2 7.4
6-Cl | 29806.5 421.6 982.6 938.8 58.3 1344 734 6.0
7-Cl | 298723 405.7 1266.7 1425.3 633 1951  80.9 6.8
8Cl | 36118.0 423.4 992.5 1048.3 60.2 2369 67.5 5.6
9-Cl | 21083.2 426.5 891.9 1059.0 63.0 940  87.0 5.0
10-C1 | 102692.1 4435 1072.7 - 186 716 115.3 11.4
11-C1 | 34838.2 433.9 992.3 - 152 67.6 1044 5.3
12-C1 | 58326.0 426.2 840.7 - 16.6  59.7  94.8 6.9
13-C1 | 6980.1 438.0 804.9 - 133 56.6  89.2 2.9
14-C1 | 3289.3 434.2 813.9 - 129 811 1141 1.8
15-C1 | 11326.9 421.0 901.6 1019.2 13.5 67.6  86.8 2.7
16-C1 | 11592.3 - 1205.0 - 135 670  100.3 3.9
17-C1 | 16750.3 - 1006.6 - 155 955 827 4.0
18-C1 | 2031.2 420.6 713.2 1049.7 147 59.2  80.6 3.7
19-C1 | 4215.9 429.2 988.6 1059.6 169 579 823 2.2
20-C1 | 12488.6 417.1 1491.5 1548.1 170 117.3  110.7 5.1
21-C1 | 1371.0 429.2 1242.1 1205.3 125 814  99.8 1.8
22-C1 | 2988.3 451.0 865.1 1143.9 135 538  79.1 1.8
23-C1 | 1149.1 441.4 795.0 1166.7 139 538 1025 1.3
24-C1 | 853501.5 1662.0 2729.9 3111.9 512 86.3  58.7 52.6
25-C1 | 3386171.8 47328 5750.9 6543.4 874 1074 1274 116.6
26-C1 | 85778.1 576.3 1065.4 800.0 203 726  90.4 9.7
27-C1 | 212557.2 572.8 1582.5 1574.8 227 2162 363.1 19.7
28-C1 | 135506.1 549.2 1064.0 1114.4 204 863  89.6 13.4
29-C1 | 268712.0 582.8 2546.2 1965.9 272 1942  236.0 27.7
30-C1 | 213466.8 556.8 3873.8 4256.4 73.0 2673  267.7 21.4
31-C1 | 139007.8 573.3 1297.2 1349.3 229 1451 1379 15.2
32-C1 | 261571.6 595.5 3107.1 2685.4 301 169.2 181.1 30.2
33-Cl1 | 24658.1 442.4 982.3 - 704 1311 1312 4.6
34-C1 | 235482 434.5 902.7 - 1635 118.1 109.4 4.8
35-C1 | 23328.4 444.9 2420.8 - 722 227.6 1368 4.6
36-C1 | 26074.3 440.6 3062.9 - 88.1 135.8 153.7 5.7
37-C1 | 106649.9 - 2263.5 - 874 1951 1618 -
38-Cl | 54988.2 - 1792.2 - 16.6 1050 177.9 -
39-Cl | 54677.5 440.8 981.2 - 735 3775 3167.9 8.4
40-C1 | 75814.4 - 4169.7 - 68.9 2482 2488 -

Table 7: Computation time in total CPU seconds (Intel Xeon E5462), where DFT is the method M052X-
D3/[Def2TZVP + Def2TZVPD.ECP(I)]
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7 Structures

7.1

mmAQo

SCF
ZPE
Hags
Gags

Cl

SCF
ZPE
H2os
G2os

i e asias HONO RO RO RO N @R ==

SCF
ZPE
Hoos
G2gs

DFT

OCH2
2.8298 -5.5728
2.8331 -5.2031
2.8331 -5.9143
2.8360 -4.1342

= -114.528846
= 0.027401

= -114.497637
= -114.523085

Cl
2.8301 -5.5741

= -460.263546
= 0.000000

= -460.261186
= -460.278569

1
2.6905 0.0586
2.1077  0.0787
0.6055  0.1142
1.6685 -1.1008
1.7867  1.2841
1.0373  1.3048
0.9190 -1.0989
2.1260  2.2075
0.5845 -2.0269
0.0214  0.1233
2.1488 -2.9250
0.7905  2.2454

= -529.369785
= 0.091729

= -529.271326
= -529.309687

-2.1761
-3.3129
-4.1522
-3.5736

-2.1759

-1.4459
-0.5388
1.7975
0.0380
0.0677
1.2338
1.2020
-0.3766
1.6378
2.7052
-0.8695
1.7015

TomQoE—~ODIETIZDaOaaQam

= HON TNl o NoNo RO RO RO ==

SCF
ZPE
Hgs
Goos

1-OCH2
3.1544  0.2488
23975 0.1945
0.4526  0.0417
1.9354 -1.0354
1.8765  1.3525
0.9052  1.2793
0.9659 -1.1235
2.2343  2.3129
0.6165 -2.0876
-0.3028  -0.0228
27175 -2.7887
0.5032  2.1829
3.4227  -5.3607
2.5982  -5.3397
2.5652 -6.1167
1.8422  -4.5434

= -643.903023
= 0.120096

= -643.771378
= -643.821384

1-C1
2.6993 0.0354
2.1115  0.0548
0.6060 0.1044
1.6778 -1.1437
1.7961  1.2666
1.0415 1.2974
0.9220 -1.1069
2.1414  2.1892
0.5804 -2.0335
0.0171  0.1150
2.1630 -3.0044
2.8305 -5.5701
0.7957  2.2403

= -989.660560
= 0.091623

= -989.559872
= -989.603712

-1.1300
-0.3634
1.6125
0.0760
0.1952
1.1817
1.0616
-0.1441
1.3961
2.3812
-0.7599
1.6136
-2.4655
-3.3337
-4.1102
-3.3882

-1.4417
-0.5353
1.7860
0.0200
0.0633
1.2273
1.1864
-0.3819
1.6250
2.6925
-0.9016
-2.1722
1.6937

7 STRUCTURES
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7 STRUCTURES

2
0.3586  0.1743
0.2190  0.1623
-0.1383  0.1106
0.3330 -1.0227
-0.0759  1.3315
-0.2544  1.3061
0.1566  -1.0596
-0.1682  2.2633
0.2483  -1.9892
-0.2789  0.1018
0.7809  -2.7868
-0.5599  2.5187
-0.8037  3.4874

zaoODIZDEZHOOQQOQOQOE

SCF = -621.640108
ZPE = 0.090299

H298 = -621.541272
Gags = -621.583780

2-Cl
0.3680  0.1583
0.2258  0.1443
-0.1375  0.0983
0.3438 -1.0614
-0.0691  1.3177
-0.2520  1.2986
0.1580 -1.0674
-0.1593  2.2507
0.2474 -1.9976
-0.2805  0.0904
0.8053 -2.8676
1.4229 -5.2921
-0.5570  2.5098
-0.8012  3.4809

ZaoQ~oODzZ@Dmoaoaoaoaoaam

SCF = -1081.943847
ZPE = 0.090435

Hags = -1081.842588
Gogs = -1081.890361

0.0941
1.1629
3.9232
1.8729
1.8406
3.2204
3.2473
1.3054
3.7853
4.9925
0.8516
3.9220
4.4827

0.0933
1.1639
3.9141
1.8516
1.8329
3.2146
3.2321
1.2971
3.7736
4.9843
0.8086
-0.5924
3.9142
4.4751

2-OCH2
-0.5593  0.3817
-0.3587  0.2987
0.1581  0.0666
-0.0592 -0.9341
-0.3996  1.4224
-0.1407  1.3069
0.1987 -1.0567
-0.6312  2.3883
0.4282  -2.0207
0.3560 -0.0122
0.0009 -2.6308
-0.1820  2.4716
-0.2144  3.4024
0.5785  -5.0604
1.7625 -5.1084
22175  -5.8928
2.4400 -4.3699

ToDaoozZza-IZI@DmIEZaoaoaacaa=

SCF = -736.174269
ZPE = 0.118802

Hags = -736.042180
Gags = -736.095630

3
0.3713  0.1703
0.2266  0.1580
-0.1442  0.1008
0.3310 -1.0287
-0.0655  1.3294
-0.2449  1.2769
0.1483  -1.0690
-0.1542 2.2704
0.2332  -2.0006
-0.2927  0.1096
0.7746  -2.7922
-0.5547  2.5200
-0.6359  3.5339
-0.7081  2.4475

ocoz~EmEIZOQOOQOQOQOOQOE

SCF = -733.931273
ZPE = 0.094706

H298 = -733.827353
G298 == -733.871648

0.0367
1.0929
3.8170
1.6536
1.8985
3.2609
3.0110
1.4776
3.4363
4.8745
0.4362
4.0962
4.7635
-1.3734
-1.5487
-2.1684
-1.0968

0.0898
1.1578
3.9215
1.8678
1.8346
3.2035
3.2420
1.3181
3.7776
4.9882
0.8454
3.9237
3.2744
5.1184



Supporting Information

7 STRUCTURES

3-Cl
0.3644  0.1520
0.2243  0.1390
-0.1336  0.0909
0.3443 -1.0670
-0.0697  1.3139
-0.2447  1.2724
0.1612 -1.0735
-0.1642  2.2523
0.2524 -2.0036
-0.2770  0.0995
0.8053  -2.8723
1.4216  -5.2893
-0.5537  2.5048
-0.6455  3.5281
-0.7039  2.4476

ocoozaQ~IOEZ@Tmaoaacacaandm™

SCF = -1194.236452
ZPE = 0.094881

Hags = -1194.130071
Gags = -1194.179592

3-OCH2
0.2375  0.0598
0.1376  0.0884
-0.1189  0.1411
0.2543 -1.0762
-0.1083  1.2895
-0.2317  1.2919
0.1276  -1.0570
-0.2041  2.2119
0.2204 -1.9690
-0.2229  0.1920
0.6270  -2.8880
-0.4922  2.5649
-0.5831  3.5561
-0.5989  2.5400
1.2486  -5.3297
1.5063  -4.9593
1.7615 -5.6716
1.4977  -3.8925

TTTQOo0oOoOZIZZDmOOOOQOOQOOXE

SCF = -848.465466
ZPE = 0.123264

Hags = -848.328244
Gags = -848.383536

0.0877
1.1583
3.9142
1.8475
1.8250
3.1989
3.2296
1.3042
3.7705
4.9820
0.8046
-0.5928
3.9110
3.2679
5.1124

0.1249
1.1980
3.9727
1.9436
1.8398
3.2162
3.3256
1.2920
3.8931
5.0436
0.9757
3.9001
3.2170
5.1021
-0.7821
-1.8917
-2.6877
-2.1574

10

4
0.3800  0.1564
0.2315 0.1404
-0.1611  0.0995
0.3367 -1.0458
-0.0711  1.3072
-0.2685  1.3071
0.1409 -1.0782
-0.1568  2.2338
0.2193 -2.0074
-0.3177  0.0747
0.7929  -2.8152
-0.5634  2.5829
-1.1544  2.3907
0.3618  3.0675
-1.1077  3.2803

axfasguNoRoNarfias BN RO NONONO RGN =)

SCF = -568.694961
ZPE = 0.119346

Hy9s = -568.566985
Gags = -568.609469

4-OCH2
1.2412  0.5610
0.8065  0.4040
-0.3170  0.0050
0.7639  -0.8664
0.2820  1.4705
-0.2841  1.2900
0.2030 -1.0739
0.3129  2.4609
0.1688  -2.0653
-0.7573  -0.1596
1.5486  -2.4867
-0.8208  2.4591
-1.5704  2.1384
-0.0204  2.9539
-1.2704  3.1937
2.1402  -5.0054
1.0736  -5.2167
0.9282  -6.0443
0.1980  -4.5923

o NORgufnloN gl NORONONO RO RO N =x

SCF = -683.228117
ZPE = 0.147734

Hy9s = -683.066920
Gags = -683.120984

0.0884
1.1564
3.8969
1.8613
1.8410
3.2169
3.2307
1.2909
3.7723
4.9661
0.8413
3.9529
4.8448
4.2638
3.3210

0.2448
1.2195
3.7171
1.7696
1.9324
3.1894
3.0179
1.5001
3.4417
4.6904
0.7017
3.9655
4.6844
4.5151
3.3017
-1.1440
-1.6454
-2.3538
-1.4176



Supporting Information

7 STRUCTURES

4-Cl
H 03779 0.1424
C 0.2326 0.1226
C -0.1533 0.0881
C 03499 -1.0826
C -0.0718 1.2940
C -0.2665 1.2973
C 0.1510 -1.0855
H -0.1620 2.2218
H 02324 -2.0149
H -0.3080 0.0631
I 08197 -2.8839
Cl 1.4685 -5.3716
C -0.5607 2.5741
H -1.1789 2.3842
H 0359  3.0496
H -1.0816 3.2834

SCF = -1028.984586
ZPE = 0.119315

Haos = -1028.854336
Gags = -1028.902136

5
H 13219 0.0891
C 07571  0.0997
C -0.7065 0.1455
C 0.3589 -1.0866
C 04283 1.3100
C -0.3024 1.3645
C -0.3753 -1.0624
H 07484 2.2144
H -0.6979 -1.9832
H -1.2849 0.1281
I 08528 -29131
N -0.6061 2.5672
C -1.5829 2.5823
C -0.4132 3.7839
H -2.5526 2.1872
H -1.7176 3.6042
H -1.2354 1.9974
H -0.9897 3.7908
H -07234 4.6271
H 0.6380 3.9228

SCF = -663.369440
ZPE = 0.165963

Hags = -663.192442
Gogs = -663.240046

0.0858
1.1563
3.8876
1.8377
1.8352
3.2113
3.2130
1.2847
3.7581
4.9588
0.7986
-0.6363
3.9504
4.8257
4.2918
3.3102

0.2655
1.1846
3.5326
1.7733
1.7681
2.9655
2.9450
1.2794
3.4055
4.4405
0.8831
3.5637
4.6296
2.8067
4.3110
4.9667
5.4792
1.8763
3.4140
2.5610

11

5-Cl
H 1.3296 0.0764
C 0.7757  0.0828
C -0.6511 0.1416
C 03782 -1.1208
C 04737  1.2990
C -0.2391 1.3563
C -0.3410 -1.0663
H 08041 2.2016
H -0.6738 -1.9854
H -1.2173 0.1215
I 0.8403 -2.9812
Cl 14776 -5.5640
N -0.5156  2.5802
C  -1.5920 2.5830
C -04389 3.7634
H -2.5399 2.2285
H -1.7289 3.5956
H -1.3442 1.9544
H -1.0946 3.7087
H -0.7217 4.6261
H 05794 3.9232

SCF = -1123.655599
ZPE = 0.166076

Hags = -1123.476295
Gags = -1123.528913

5-OCH2
H 1.8455 0.2819
C 11525 0.2311
C -0.6352 0.1221
C 0.7445 -0.9961
C 0.6735 1.4028
C -0.2244 1.3790
C -0.1520 -1.0458
H 1.0094 2.3386
H -04831 -1.9971
H -1.3362 0.0438
I 14711 -2.7642
N -0.6795 2.5444
C -1.8060 2.4706
C -0.4562 3.7922
H -2.6925 2.0371
H -2.0478 3.4715
H -1.5588 1.8745
H -0.8956 3.7948
H -0.8984 4.5979
H 0.6087  3.9976
O 2.0017 -5.3982
C 10947 -5.3241
H 0.9505 -6.0809
H 03715 -4.4972

SCF = -777.902299

0.2756
1.2035
3.5588
1.7666
1.7982
3.0005
2.9515
1.3110
3.4124
4.4755
0.8378
-0.4544
3.6288
4.5936
2.8019
4.1700
4.9623
5.4454
1.9240
3.3983
2.4562

0.5123
1.3378
3.4453
1.8297
1.8962
2.9746
2.8824
1.4830
3.2694
4.2588
0.9815
3.5637
4.4570
2.8583
3.9831
4.7976
5.3335
1.8556
3.4340
2.7673
-0.7957
-1.5737
-2.3580
-1.5344



Supporting Information 7 STRUCTURES

ZPE = 0.194365 6-OCH2

Hagg = -777.692074 0.9828  0.3825  0.1546
Gogs = -T77.750975 0.7117  0.2565 1.1911
0.0174 -0.0636 3.8630
0.8053 -0.9923  1.7920
0.2717  1.3391  1.9248
-0.0780  1.1857  3.2643
0.4610 -1.1516  3.1191
0.1914  2.3189  1.4799
0.5346  -2.1207  3.5873
-0.2456  -0.2107  4.8973
1.4735 -2.6351 0.6819
-0.4984  2.3069  3.9003
-0.8566  2.1927  5.2639
-0.0089  1.8585  5.8619
-1.6902  1.5020  5.3905
-1.1555  3.1852  5.5791
1.9115 -5.0776 -1.3062
0.8940 -5.0824 -1.9375
0.7175 -5.8206 -2.7324
0.0971  -4.3495 -1.7472

6
0.2842  0.1544 0.0869
0.2065 0.1023 1.1613
0.0063 -0.0327 3.9317
0.3657 -1.1103 1.8187
-0.0524 1.2435 1.8918
-0.1541  1.1833  3.2800
0.2671 -1.1814 3.1928
-0.1804  2.1985  1.4063
0.3910 -2.1249 3.7006
-0.0672 -0.1076  5.0037
0.7571 -2.8411 0.7127
-0.4102  2.3563  3.9072
-0.5212  2.3367  5.3176
0.4083 19991 5.7756
-1.3420  1.6933 5.6338
-0.7239  3.3583  5.6159

mmoommmaao~OmmEmaaaaaam

ToDEQO~ODEIZ OO

SCF = -758.459079
ZPE = 0.153404

H29s = -758.291639
Goags = -758.346561

SCF = -643.925933
ZPE = 0.125001

Hzgs = -643.791673
Gogs = -643.835566

7
1.6297  0.2756  1.3775
0.8516 -0.0290 2.0597
-1.1449 -0.8057 3.8137
0.2893 -1.2866 1.9627
0.4119 0.8492 3.0415
-0.5901  0.4698  3.9265
-0.7107 -1.6823 2.8387
0.8637  1.8258  3.0990
-1.1477  -2.6653 2.7619
-1.9239 -1.1107 4.4976
0.9478 -2.6065 0.4817
-1.2304 1.4888  5.2036
-0.2802 3.0015  5.0220
-0.6438  3.6677  5.7982
-0.4521  3.4595 4.0523
0.7794  2.8210 5.1772

6-Cl
0.2971 0.1436  0.0852
0.2143  0.0870  1.1609
-0.0008 -0.0397  3.9194
0.3678 -1.1446 1.7934
-0.0416  1.2360  1.8863
-0.1503  1.1768  3.2709
0.2568 -1.1876 3.1724
-0.1612  2.1929  1.3998
0.3720 -2.1320  3.6845
-0.0796 -0.1175 4.9919
0.7629 -2.9122  0.6670
1.3094 -5.3556 -0.8800
-0.4052  2.3639  3.9080
-0.5164  2.3246  5.3102
0.4089 19731  5.7695
-1.3385  1.6787  5.6229

-0.7148 3.3426  5.6290 SCF = -966.891194
ZPE = 0.120992

Hags = -966.760239
G29s = -966.805911

apurgaN QRGN g N O NONONO RO N @R ==

DD mQo~mEZIEaaaaaam

SCF = -1104.215304
ZPE = 0.124980

Haos = -1104.078724
Gags = -1104.128021

12
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7 STRUCTURES

7-Cl
0.9874  0.3989
0.4375 0.1494
-0.9817 -0.4858
0.2904 -1.1862
-0.1165  1.1580
-0.8239  0.8472
-0.4276 -1.4913
-0.0055  2.1938
-0.55643  -2.5250
-1.5411  -0.7279
1.1482  -2.7344
2.3307  -4.8475
-1.5168  2.1355
-0.0953  2.4697
-0.3853  3.2648
0.7543  2.7913
0.1659  1.5804

DD mQulO~@mEmIEZaoaoaaaaam

SCF = -1427.183870
ZPE = 0.120655

Hags = -1427.050668
Gogs = -1427.102542

7-OCH2
2.0920 0.2463
1.2064 -0.0614
-1.0645 -0.8436
0.7032 -1.3380
0.5720  0.8318
-0.5689  0.4491
-0.4350 -1.7334
0.9833  1.8217
-0.8279  -2.7303
-1.9505 -1.1514
1.6599 -2.6818
-1.4580  1.4848
-0.5181  3.0139
-1.0313  3.6902
-0.5139  3.4450
0.4972  2.8607
2.6295 -4.5546
1.8136  -4.3518
1.8643  -4.8606
0.9825 -3.6495

sl oNOR=RugaNOROE N R RO NONONONO RO ==

SCF = -1081.424489
ZPE = 0.149457

Ha29s = -1081.260294
Gogs = -1081.316981

0.6048
1.5007
3.7908
1.8614
2.2738
3.4295
3.0129
1.9854
3.3006
4.6833
0.6702
-0.9495
4.4306
5.5009
6.1830
4.9062
6.0664

1.7624
2.2961
3.6708
2.1337
3.1497
3.8445
2.8223
3.2600
2.6981
4.2076
0.8477
4.9486
4.9056
5.5823
3.9088
5.2596
-1.5138
-2.3665
-3.3393
-2.2100

0.5140

0.3077
-0.2234
0.3364
0.0107
-0.2532
0.0737
-0.0166
0.0995

-0.4302
0.7881

-0.5661
-0.8290
0.4559

-1.6319

HHHOQRDOD@DZDOQOQOOQOOQQQE

8
0.1754
0.1533
0.0787
-1.0453
1.3196
1.2780
-1.0956
2.2622
-2.0353
0.0549
-2.8101
2.5651
2.3891
3.4324
3.1738

SCF = -866.541836
ZPE = 0.096607

Hy9s = -866.435816
Gag9s = -866.480699

0.5387
0.3233
-0.2295
0.3486
0.0270
-0.2495
0.0687
0.0093
0.0852
-0.4447
0.8122
1.4367
-0.5638
-0.8099
0.4422
-1.6467

Sl NS R R i N NoNoNo N o o RO i ==

8-Cl
0.1621
0.1357
0.0646
-1.0850
1.3068
1.2702
-1.1050
2.2509
-2.0458
0.0385
-2.8891
-5.3233
2.5496
2.3876
3.4445
3.1632

SCF = -1326.841698
ZPE = 0.096590

Hags = -1326.733371
Gagg = -1326.783547

13

0.1205
1.1782
3.9092
1.8756
1.8592
3.2208
3.2328
1.3329
3.7606
4.9671
0.8528
3.9197
5.2198
3.8323
3.3742

0.1239
1.1819
3.8983
1.8535
1.8548
3.2162
3.2148
1.3288
3.7450
4.9553
0.8076
-0.6070
3.9106
5.2213
3.8150
3.3880
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8-OCH2
1.3081  0.5517
0.8384  0.4023
-0.3660  0.0042
0.7258  -0.8738
0.3440  1.4804
-0.2565  1.2776
0.1289  -1.0802
0.4269  2.4793
0.0498  -2.0757
-0.8314 -0.1449
1.4693 -2.5071
-0.7993  2.4668
-1.2089  2.1630
0.1189  3.4405
-1.8497  3.0033
2.0906 -4.9566
1.0818 -5.1989
1.0269 -6.0315
0.1721  -4.5981

CTZoomHHMORIZZDZEQQaa=E

SCF = -981.075744
ZPE = 0.125153

Hags = -980.935522
Gogs = -980.993544

9
H 0.3544 0.1678
C 0.2169 0.1547
C -0.1378 0.1163
C 03313 -1.0290
C -0.0767 1.3296
C -0.2505 1.2973
C 0.1561 -1.0581
H -0.1684 2.2596
H 02469 -1.9843
H -0.2770 0.1102
I 07781 -2.7984
Br -0.6496 2.9018

SCF = -3102.871245
ZPE = 0.081398

Ha2gs = -3102.781665
Gogs = -3102.824372

0.3058
1.2648
3.7400
1.7987
1.9761
3.2105
3.0307
1.5744
3.4374
4.7012
0.7265
3.9403
5.1779
4.0495
3.2955
-1.0711
-1.6699
-2.3843
-1.5283

0.0947
1.1640
3.9222
1.8732
1.8390
3.2109
3.2463
1.3011
3.7907
4.9914
0.8555
4.1342

14

CmaoP~mEmaoaacaacaadm

9-OCH2
-0.5357  0.3131
-0.3211  0.2444
0.2288  0.0655
-0.0335 -0.9814
-0.3338  1.3886
-0.0580  1.2857
0.2404 -1.0767
-0.5566  2.3486
0.4617 -2.0335
0.4401  0.0051
-0.0151 -2.7044
-0.0738  2.8487
0.5696  -5.1567
1.7372  -5.0806
2.2317 -5.8221
2.3596  -4.2664

SCF = -3217.404925

ZPE

s=fusfaNONONONONON@R==!

& Q

=

= 0.109940
= -3217.282070
= -3217.335552

9-Cl
0.3513  0.1523
0.2170  0.1354
-0.1294  0.1028
0.3438 -1.0672
-0.0784  1.3159
-0.2475  1.2815
0.1667 -1.0671
-0.1748  2.2471
0.2619 -1.9933
-0.2654  0.0978
0.8054 -2.8748
1.4315 -5.3292
-0.6508  2.8975

SCF = -3563.168269
ZPE = 0.081451

= -3563.076294
= -3563.124336

0.0678
1.1226
3.8419
1.7008
1.9058
3.2572
3.0556
1.4682
3.5016
4.8976
0.5163
4.3284
-1.3232
-1.5787
-2.2211
-1.1808

0.0921
1.1640
3.9152
1.8500
1.8322
3.2034
3.2291
1.2954
3.7771
4.9857
0.8093
-0.6031
4.1353
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10
C 0.2286 -0.0235 1.1319 C
C -0.1332 0.0056 3.9168 C
C 0.1327 -1.2200 1.8445 C
C 0.1446 1.1878  1.8209 C
C -0.0358 1.2022  3.2076 C
C -0.0477 -1.2056 3.2312 C
I 04893 -0.0454 -0.9187 I
C 0.2167 -2.4820 1.1754 Cl
N  0.2826 -3.4992 0.6551 C
C -0.1458 -2.4379  3.9506 N
N -0.2244 -3.4229 4.5273 C
C -0.3192 0.0203  5.3340 N
N -0.4687 0.0320 6.4682 C
C -0.1218 24492  3.9029 N
N -0.1908 3.4459  4.4604 C
C 0.2412 24355 1.1272 N
N 03170 3.4414  0.5869 C
N
SCF = -990.671861
ZPE = 0.083114 SCF
Hy9s = -990.572644 ZPE
ngs = -990.631399 H298
G298
10-OCH2
C 0.2044 -0.3497 0.9842
C -0.1080 0.0574  3.7512 C
C 0.1122 -1.4359 1.8566 C
C 0.1386 0.9421 1.5118 C
C -0.0167 1.1470 2.8858 C
C -0.0428 -1.2352 3.2319 C
I 04349 -0.6287 -1.0594 C
C 01742 -2.7774 1.3610 I
N 0.2219 -3.8563 0.9821 F
C -0.1352 -2.3588 4.1127 F
N -0.2093 -3.2559 4.8190 F
C -0.2672 0.2641  5.1567 F
N -0.3949 0.4309 6.2814 F
C -0.0822 24776  3.4070
N -0.1345 3.5427  3.8218 SCF
C 02294 2.0830 0.6505 ZPE
N 03020 2.9966 -0.0350 Haos
O 07628 -0.3877 -3.9104 Gaos
C 0.8027 0.7692 -4.2291
H 09250 1.0634 -5.2783
H 0.7186 1.5732 -3.4847

SCF = -1105.211350
ZPE = 0.112029

Hy9s = -1105.078756
Gogs = -1105.147264

15

10-Cl1
0.2261  -0.0233
-0.1282  0.0050
0.1345 -1.2071
0.1355  1.1751
-0.0389  1.1997
-0.0398  -1.2038
0.4940 -0.0454
0.8180 -0.0712
0.2186 -2.4843
0.2777  -3.5342
-0.1303  -2.4338
-0.2040 -3.4093
-0.3074  0.0192
-0.4512  0.0306
-0.1286  2.4439
-0.2018  3.4311
0.2208  2.4389
0.2809  3.4794

= -1451.010493
= 0.083484

= -1450.908740
= -1450.972383

11
0.2169 -0.0249
-0.1298  0.0090
0.1061  -1.2052
0.1523  1.1726
-0.0202  1.1970
-0.0665 -1.1959
0.4718  -0.0508
0.1626  -2.3797
-0.1718  -2.3357
-0.2955  0.0252
-0.0815  2.3531
0.2542  2.3317

= -1025.701600
= 0.050811

= -1025.639661
= -1025.688039

1.0845
3.9053
1.8268
1.8031
3.1902
3.2142
-1.0903
-3.7227
1.1745
0.7218
3.9428
4.5370
5.3233
6.4591
3.8941
4.4688
1.1254
0.6515

1.1634
3.9213
1.8761
1.8526
3.2236
3.2473
-0.8891
1.2593
3.9188
5.2353
3.8725
1.2128
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0.0048
0.0212
0.0363
-0.0183
-0.0100
0.0437
0.0758
0.0739
0.0293
-0.0321
-0.0488
-0.0042
0.1352

=000 00a0

SCF = -1323.493172

11-1
0.0136
0.0436

-1.1961
1.2230
1.2368

-1.1497

-3.0734

-2.2728
0.0593
2.3972
2.3803
0.0621

-5.8393

ZPE = 0.050518

Hags = -1323.428935
Gogs = -1323.484306

0.0071
0.0192
0.0358
-0.0152
-0.0090
0.0408
0.0753
0.0681
0.0252
-0.0303
-0.0428
-0.0001
0.1147

mHEHHHTHE—=0O000000

SCF = -1125.652787

11-F

-0.0082
0.0319
-1.2228
1.2059
1.2251
-1.1599
-3.1528
-2.2810
0.0509
2.3901
2.3659
0.0495
-5.0163

ZPE = 0.051276

H298 = -1125.588500
Gogs = -1125.640798

1.1398
3.8829
1.8047
1.8096
3.1899
3.1848
0.7365
3.9086
5.2199
3.8503
1.1405
-0.1957
-0.8386

1.1401
3.8746
1.7945
1.8024
3.1822
3.1730
0.6991
3.9118
5.2156
3.8425
1.1298
-0.2015
-0.3624

16

TTDTQoO+HHHEHEOQOOQOOOOO

11-OCH2

0.0009 -0.2042
-0.0006 -0.0767
0.0003 -1.3821
0.0008  1.0265
0.0001  1.0890
-0.0005 -1.2987
-0.0012 -2.3984
-0.0013 -0.0155
-0.0000  2.2654
0.0015  2.1472
0.0017  -0.2246
0.0004 -3.2231
0.0002 -5.6187
-0.0005 -5.2880
-0.0006 -6.0330
-0.0010 -4.2288

SCF = -1140.237662
ZPE = 0.079428

e e @EON NSNS R RN NONONONONONO)

SCF
ZPE
Hzos
Goos

= -1140.142437
= -1140.201410

11-OMe

0.0770  0.1155
-0.0339  0.1060
0.1030 -1.1076
-0.0015 1.3180
-0.0574  1.3109
0.0453 -1.0703
0.2357 -3.0763
0.0644 -2.2073
-0.0885 0.1029
-0.1342  2.4635
-0.0246  2.4920
0.1284  0.1982
0.3614 -4.9501
0.2763 -4.7579
0.3406 -5.7215
1.0855 -4.1213
-0.6708  -4.2853

-1140.903394
0.090496

-1140.797599
-1140.854948

1.1130
3.8637
1.8375
1.7412
3.1217
3.2181
3.9647
5.1904
3.7328
1.0280
-0.2174
0.8782
-0.8670
-2.0194
-2.8255
-2.3121

1.2243
3.9554
1.8564
1.9036
3.2827
3.2317
0.6940
3.9528
5.2968
3.9623
1.2527
-0.1186
-0.4067
-1.7760
-2.2978
-2.1679
-2.0816
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11-Cl
0.2182  -0.0255
-0.1267  0.0101
0.1031 -1.1891
0.1545  1.1566
-0.0152  1.1929
-0.0673  -1.1904
0.4869 -0.0539
0.1526  -2.3857
-0.1758  -2.3370
-0.2913  0.0271
-0.0735  2.3568
0.2562  2.3376
0.8245 -0.0895

QmmmEE—Qaaaaa

SCF = -1486.014654
ZPE = 0.050748

Hags = -1485.950473
Gogs = -1486.004077

11-Br
C 0.0065 0.0121
C 0.0210 0.0415
C 0.0378 -1.1994
C -0.0189 1.2217
C -0.0110 1.2354
C 0.0448 -1.1508
I 0.0777 -3.0852
F  0.0758 -2.2739
F  0.0287 0.0566
F  -0.0345 2.3961
F  -0.0503 2.3802
F -0.0033 0.0639
Br 0.1309 -5.6408

SCF = -3599.923173
ZPE = 0.050599

Hags = -3599.858961
Gags = -3599.913610

1.1308
3.9151
1.8645
1.8408
3.2128
3.2368
-1.0365
1.2658
3.9194
5.2418
3.8720
1.2182
-3.7611

1.1405
3.8818
1.8020
1.8100
3.1902
3.1819
0.7273
3.9078
5.2197
3.8518
1.1413
-0.1961
-0.7300

17

11-DMF
0.1070  0.5678
0.6910  0.0262
0.2583 -0.7501
0.2424  1.6084
0.5355  1.3354
0.5517  -1.0009
0.7089  -2.2470
0.9730 -0.2361
0.6673  2.3277
0.0928  2.8680
-0.1755  0.8730
0.0496 -2.3024
-0.2613  -4.3791
-0.4610 -4.8086
-0.5081  -5.8866
-0.6437 -4.0689
-0.6169 -2.6229
0.1795  -2.2415
-0.4422  -2.3118
-1.5681 -2.2203
-0.8730 -4.6748
-0.0916 -4.3829
-1.8356 -4.3598
-0.8704 -5.7562

DmmQEEmEREQzEQOH"HHHmHH OO0

SCF = -1274.282082
ZPE = 0.155741

Hags = -1274.106823
Gogg = -1274.174523

11-NH3
0.1903  -0.0260
-0.1460 0.0112
0.0902 -1.2009
0.1185  1.1678
-0.0483 1.1974
-0.0767 -1.1935
0.4425 -0.0538
0.1523  -2.3815
-0.1710 -2.3344
-0.3063  0.0290
-0.1154  2.3561
0.2087  2.3317
0.8054 -0.0893
1.7738  0.0592
0.2574 0.6372
0.5172  -0.9760

TS zomHEEE Qa0

SCF = -1082.280178
ZPE = 0.087563

Haos = -1082.177478
Gags = -1082.233974

2.2658
4.9000
2.6575
3.1647
4.4869
3.9858
4.4229
6.1720
5.3575
2.7667
1.0012
1.2919
-0.6774
-1.7991
-1.9971
-2.9021
-2.8489
-3.4871
-1.8264
-3.1950
-4.1926
-4.8937
-4.5943
-4.0941

1.3258
4.0928
2.0480
2.0195
3.3911
3.4199
-0.7458
1.4364
4.0954
5.4096
4.0389
1.3798
-3.6852
-3.9282
-4.1219
-4.0721



Supporting Information

7 STRUCTURES

0.5648
-0.0071
0.2455
0.5893
0.3072
-0.0439
0.9941
-0.5171
0.3557
-0.2817
0.2161
0.8927

TR~ 0Q00000Q0

12
-0.2795
0.5757
-1.1836
1.0651
1.5155
-0.7788
-0.9194
-2.1579
3.5356
0.9859
-2.4781
1.9497

SCF = -1421.299881
ZPE = 0.045831

Hags = -1421.241395
Gogs = -1421.295482

0.5726
-0.0068
0.2521
0.5899
0.3080
-0.0395
1.0233
1.5878
-0.5154
0.3549
-0.2840
0.2157
0.8918

MEE—-—Q~00aaaan

12-Cl
-0.2901
0.5738
-1.1728
1.0451
1.5031
-0.7754
-0.9630
-1.8012
-2.1593
3.5296
0.9859
-2.4812
1.9580

SCF = -1881.612062
ZPE = 0.045868

Ha2gs = -1881.551212
Gogs = -1881.610498

1.0914
3.6599
2.0891
1.4169
2.6943
3.3801
-0.8304
4.8508
3.1473
4.8916
1.7988
0.4754

1.0568
3.6585

2.0689
1.4078
2.6866
3.3658
-0.9753
-3.5191
4.8415

3.1444

4.8990

1.8041

0.4811

18

TTTQoOHHHRR=—=OQOQOQOOQOQQ

12-OCH2
0.5418  -0.5095
0.0134  0.6250
0.2552  -1.2949
0.5550  0.8624
0.2939  1.4524
-0.0116 -0.7522
0.9377 -1.3608
-0.4342  -1.9648
0.3200  3.5115
-0.2388  1.1687
0.2354 -2.6155
0.8275  1.6428
1.5109  -2.1585
1.6058 -1.1767
1.8147  -1.2478
1.4874 -0.1702

SCF = -1535.835596
ZPE = 0.074399

= -1535.743874
= -1535.808304

I
Br
Br
Br

SCF
ZPE
Hoos
G2os

DTZQOFFIF~n

SCF
ZPE
H2os
Goos

-0.0014
-0.0038
-0.9338

1.8230
-0.8899

13
-0.0040
-0.0158
-1.5672
-0.0260
1.5919

= -8058.046786
= 0.006993

= -8058.031991
= -8058.075399

13-OCH2

-0.0366
-0.3651
-0.5899
1.8478
-1.0615
-0.5763
0.0576
0.0984
0.6195

0.0510
-0.3539
-1.4721

0.3934

1.6078
-0.5808

0.2832

0.3599

1.0281

= -8172.583386
= 0.035771

= -8172.535241
= -8172.588864

1.0118
3.4859
2.1143
1.1891
2.4133
3.3592
-0.8421
4.9843
2.6361
4.6709
1.9744
0.1479
-3.6515
-4.3328
-5.4081
-3.9080

1.1587
-0.9894
1.8176
1.8058
1.7998

0.8922
-1.1912
1.9560
1.2054
1.4294
-4.0883
-4.6267
-5.7206
-4.0468



Supporting Information

7 STRUCTURES

C
1
Cl
Br
Br
Br

SCF
ZPE
Hsgs
Ga2os

mHE A~ Q

SCF
ZPE
Haos
Gags

HEEQ~Q

SCF
ZPE
Hoos
G2gs

DTEQOoOHHEHE~Q

SCF
ZPE
Hos

13-Cl
0.0000 -0.0040
-0.0019 -0.0170
-0.0055 -0.0332
-0.9306 -1.5759
1.8307 -0.0186
-0.8985  1.5950

= -8518.367695
= 0.007268

= -8518.350285
= -8518.398995

14
-0.0004 -0.0020
0.0065 -0.0197
-0.6302  -1.0697
1.2405 -0.0064
-0.6156  1.0817

= -635.408369
= 0.014354

= -635.388389
= -635.424177

14-Cl1
-0.0003 -0.0028
0.0013  -0.0186
0.0011  -0.0387
-0.6287 -1.0734
1.2436  -0.0059
-0.6172  1.0820

= -1095.717902
= 0.014351

= -1095.695612
= -1095.737033

14-OCH2
-0.0045  0.0804
0.0801  -0.4465
-0.7321  -0.7977
1.2136  0.1099
-0.5525  1.2822
0.1360 -0.7765
0.0011  0.2794
-0.0083  0.3539
-0.1179  1.2126

= -749.943974
= 0.042901
= -749.890756

1.1251
-1.1276
-3.7903

1.8419

1.8308

1.8230

1.1408
-0.9968
1.6095
1.6062
1.5919

1.0797
-1.1032
-3.9034
1.6149
1.6089
1.5994

0.8531
-1.2146
1.5360
1.3850
1.0117
-4.1821
-4.7331
-5.8281
-4.1649

19

G298 = -749938107

0.0032
0.0141
-0.7229
-0.2169
-1.7484
-0.7374
1.4489
1.9727
1.4633
1.9730
-0.7225
-0.2162
-0.7370
-1.7479

momooOmmomaoamEOma-Q

15
-0.0003
0.0013
-1.2544
-2.1488
-1.2643
-1.2718
-0.0009
-0.8850
-0.0017
0.8835
1.2533
2.1481
1.2691
1.2641

SCF = -455.552840
ZPE = 0.123263

Hags = -455.421894
Gags = -455.460948

0.0001
0.0006
-0.0024
-0.7209
-0.2223
-1.7483
-0.7339
1.4399
1.9680
1.4647
1.9692
-0.7192
-0.2196
-0.7322
-1.7467

mEmEmoDEOEHQENEZaQ~a

SCF = -915.

15-Cl1
-0.0042
-0.0177
-0.0359
-1.2478
-2.1488
-1.2667
-1.2627
-0.0021
-0.8860
0.0046
0.8766
1.2463
2.1423
1.2748
1.2621

833964

ZPE = 0.122915
Ha9s = -915.701009
Gags = -915.745902

1.1681
-1.0335
1.6114
1.2577
1.2515
2.7040
1.6222
1.2685
2.7149
1.2698
1.6133
1.2609
2.7058
1.2533

1.1097
-1.0945
-4.1108
1.5988
1.2463
1.2400
2.6951
1.5919
1.2390
2.6879
1.2281
1.5835
1.2198
2.6794
1.2245
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TrraoomEmIrmazmrsazzZTZa~Q

15-OCH2
0.0793  -0.0919
0.3687 -0.5784
-0.7631 -1.1970
-0.2658 -2.1602
-1.7343  -1.2624
-0.9162  -0.9723
1.4519 -0.0256
1.9703 -0.9776
1.3271  0.2136
2.0640  0.7466
-0.6296  1.2466
-0.0364  2.0302
-0.7813  1.5034
-1.5999  1.2033
0.4314 -0.6208
-0.1389  0.4159
-0.3328  0.7953
-0.4915  1.0298

SCF = -570.084718
ZPE = 0.151629

Ha2gs = -569.920595
Gags = -569.971242

C
I
C
N
C
N
C
N

-0.0009
0.0019
-0.6974
-1.2430
1.3899
2.4794
-0.6970
-1.2422

16
-0.0047
-0.0158
-1.2074
-2.1498
-0.0027
-0.0011
1.2027
2.1486

SCF = -614.328594
ZPE = 0.033188

Ha2gs = -614.286488
Gogs = -614.329851

TDmQQoZazaza—QAQ

16-OCH2
0.0239 -0.0419
0.1689  -0.3920
-0.7348  -1.1468
-1.3316 -2.0174
1.3821  0.0064
2.4515  0.0442
-0.6648  1.2309
-1.2047  2.2301
0.2801 -0.6066
-0.0219  0.3686
-0.0001  0.3545
-0.3274  1.3004

0.9749
-1.1459
1.5817
1.5011
1.0979
2.6402
1.6154
1.5348
2.6745
1.1562
1.0431
0.5784
2.0944
0.5548
-4.4780
-4.6575
-5.6714
-3.8163

1.1473
-1.0394
1.5953
1.9406
1.5922
1.9355
1.5831
1.9189

1.0037
-1.1699
1.5799
2.0175
1.5342
1.9349
1.1907
1.3161
-3.8937
-4.5279
-5.6231
-4.0357

20

SCF = -728.870068
ZPE = 0.062300

Hogs = -728.794469
Gogs = -728.847635

16-Cl
-0.0013  -0.0037
0.0013  -0.0160
0.0051  -0.0278
-0.6992 -1.2113
-1.2606 -2.1825
1.3943 -0.0016
2.5167  -0.0001
-0.7001  1.2065
-1.2622  2.1795

ZOZAaZAaQ~A

SCF = -1074.690508
ZPE = 0.033818

Hags = -1074.645604
Gags = -1074.694088

17
0.0933 -1.3349
-0.6153  -0.3996
0.0680 -0.3763
-1.8289  0.2804
1.1249  -0.8974
-2.5696  0.3830
-2.0150  0.8472
-2.1264  1.9243
-2.9426  0.4505
-0.7745  0.4199
-0.1765  1.2534
-0.9944 -0.2179

TTZQENTETQoOo0 Oz~

SCF = -657.806120
ZPE = 0.082387

Haos = -657.715369
Gogs = -657.757675

1.3221
-1.2221
-3.7100

1.6510

1.8939

1.6475

1.8875

1.6395

1.8732

-1.5250
0.1114
1.3230
0.1240
1.5271

-0.8092
1.5187
1.4318
1.9215
2.3016
2.6588
3.1530
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17-Cl
I 01797 -1.4395
Cl 1.0870 -2.6313
N -0.6117 -0.3991
C 0.0395 -0.3658
C  -1.8009 0.2757
O 11061 -0.8736
O -2.5828 0.4105
C -2.0193 0.8590
H -2.1293 1.9363
H -29532 0.4634
C -0.7881 0.4285
H -0.1812 1.2547
H -1.0039 -0.2197

SCF = -1118.136894
ZPE = 0.082628

Ha2gs = -1118.043717
Gogs = -1118.091127

17-OCH2
0.5406 -1.3337
-0.3882  -0.4113
0.0923  -0.4443
-1.5631  0.3090
1.0885 -1.0075
-2.1515  0.4689
-1.9541  0.8446

-2.0194  1.9269
-2.9449  0.4681
-0.8654  0.3527
-0.3046  1.1539
-1.2337  -0.3013
1.5161 -2.4449
0.8177  -2.1850
1.0663 -2.5523
-0.0875 -1.5743

mEmoomEmaEmEmaooaazZz A~

SCF = -772.346598
ZPE = 0.111472

Hags = -772.222419
Gogs = -772.274394

18
I -0.0014 -0.0029
C 0.0015 -0.0615
H 0.0063 0.9174
C -0.0011 -1.1867
H 0.0007 -1.1526
H -0.0049 -2.1539

SCF = -375.665096
ZPE = 0.042503

-1.7167

-3.8046
0.1064
1.3087
0.1428
1.5666

-0.7695
1.5400
1.4448
1.9313
2.3206
2.6824
3.1662

-1.4597
0.0962
1.3979

-0.0510
1.7516

-1.0836
1.3146
1.2473
1.5534
2.2655
2.7386
3.0509

-3.7774

-4.7195

-5.7220

-4.6085

-0.8049
1.2799
1.7280
1.9630
3.0435
1.4855

21

Hzgg - -375.617930
Gags = -375.650037

18-OCH2
I -0.5871 -0.4220
C -0.2919 -0.0573
H -0.5942 0.9298
C 02123 -0.9540
H 0.3400 -0.7093
H 0.5069 -1.9382
O -0.6304 -0.5165
C 0.1076  0.3735
H 03108 0.6056
H 0.6112 0.9933

SCF = -490.198232
ZPE = 0.070999

Hoos = -490.117841
Gogs = -490.162024

18-Cl
I -0.0027 0.0108
Cl -0.0066 0.1067

C 0.0002 -0.0631
H 0.0021  0.9017
C -0.0001 -1.1766
H 0.0015 -1.1454
H

-0.0020 -2.1496

SCF = -835.953275
ZPE = 0.042578

Ha9s = -835.903770
Gags = -835.942013

19
I -0.0021 -0.0454
C 0.0013 -0.0597
H 0.0049 0.9157
C -0.0009 -1.1834
H -0.0045 -2.1582
C -1.1377
N -1.1139

0.0016
0.0036

SCF = -467.934126
ZPE = 0.041662

H29s = -467.886145
Gogs = -467.922922

-1.1363
0.8969
1.2043
1.7199
2.7654
1.3900

-4.3077

-4.6193

-5.6741

-3.8638

-0.8991
-3.8815
1.2185
1.7072
1.9338
3.0170
1.4624

-0.8129
1.2543
1.7114
1.9570
1.4943
3.3866
4.5322
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I
Cl
C
H
C
H
C
N

SCF
ZPE
Hoos
G2os

TTQOoOZzQmaQTm Q-+

mTommo@mmD@mDaozoaomaH

SCF
ZPE
Hoos
G2gs

19-Cl
-0.0031  -0.0205
-0.0073  0.0088
0.0001  -0.0551
0.0021  0.9022
-0.0000 -1.1721
-0.0019  -2.1504
0.0022 -1.1341
0.0040 -1.1154
= -928.241068
= 0.041848
= -928.190688
= -928.232845
19-OCH2

-0.0679 -0.5416
20.0217  -0.1840
-0.0161  0.8554
-0.0008 -1.1603
-0.0064 -2.2033
0.0303  -0.8574
0.0551  -0.6252
-0.0921 -0.7024
0.0046  0.3883
0.0190  0.5290
0.0826  1.2903
= -582.468953
= 0.070233
= -582.387693
= -582.436122

20
-0.0538  -0.0066
0.3126 -0.1163
-0.7076  0.7815
0.0361 -1.2148
0.4069 -2.0779
0.0051 -1.3715
-0.2569  -2.7090
0.2882  -3.4290
-1.3219  -2.9603
0.0887 -2.7886
-0.5773  -0.3047
-0.0590  0.6281
-0.4633  -0.5336
-1.6426 -0.1708
= -509.670181
= 0.117833
= -509.543811
= -509.585699

-0.9139
-3.7787
1.2040
1.7076
1.9321
1.4736
3.3616
4.5105

-1.0930
0.9452
1.2299
1.8428
1.5655
3.2406
4.3627

-4.1323

-4.6188

-5.7076

-3.9954

-0.8376
1.2254
1.6620
1.8974
1.3613
3.2613
3.7541
3.1497
3.7210
4.7819
4.0380
3.8273
5.0937
3.8167

22

I
Cl

C
H
C
H
N
C
H
H
H
C
H
H
H

SCF
ZPE
Ho2os
Goos

mmoommmaomEmmazZEmama-

SCF
ZPE
Hzos
Goos

H

20-C1

-0.0739  -0.0105
0.2196  0.1533
-0.2866 -0.1397
-0.7380 0.7171
0.1297 -1.1941
0.5676  -2.0393
0.1099  -1.3552
-0.2861 -2.6815
0.2733  -3.4230
-1.3574  -2.8663
-0.0614 -2.8093
-0.5511  -0.3102
-0.0735  0.6443
-0.4668  -0.5202
1.6152  -0.2268
= -969.953951
= 0.117816
= -969.825434
= -969.872456

20-OCH2
0.80690 -0.1341
0.1696 -0.1397
-0.1986  0.8074
0.2736  -1.2393
0.6411 -2.1562
-0.0156 -1.3404
20.5165 -2.6221
0.0468 -3.4191
-1.5782  -2.7572
0.3821 -2.7012
-0.6126 -0.1915
0.0305  0.6759
-0.7155 -0.3893
-1.6006  0.0400
1.1266  0.0596
0.0175  0.3848
-0.2526  0.5607
-0.7734  0.5199
= -624.202945
= 0.146230
= -624.043403
= -624.096595

21

0.0000  0.0000
0.0000  0.0000
0.0000  0.0000
0.0000  0.0000

-0.9073
-3.8760
1.2015
1.6766
1.8957
1.3787
3.2909
3.7150
3.1494
3.5588
4.7730
4.0298
3.8217
5.0945
3.7678

-0.9331
1.0500
1.3982
1.7980
1.3568
3.1389
3.5933
3.1152
3.3611
4.6694
3.7740
3.6432
4.8373
3.3586
-4.1311
-4.4433
-5.4944
-3.6919

-0.5324
1.4519
3.7102
2.6488
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SCF = -374.406016

21-Cl

I 0.0255 -0.0550
Cl 0.3162 -0.1499
C -0.1885 0.0153
H -0.4222 0.0927
C -0.3124 0.0567
SCF = -834.711840
21-OCH2

I -0.0551 -0.5115
C -0.1866 -0.0188
H -0.3373 0.5355
C -0.2667 0.2760
O 0.1736 -0.8662
C 03093 0.1877
H 04115 0.2478
H 03369 1.1322

SCF = -488.942182

0.0000
0.0000
0.0000
0.0000
0.0000

ZzOoaoaw-

22

0.0000
0.0000
0.0000
0.0000
0.0000

SCF = -466.675056

22-OCH2
I -0.0287 -0.5029
C -0.1981 -0.1513
C -0.3004 0.0638
C -04172 0.3110
N -0.5147 0.5192
O 0.2209 -0.7654
C 0.2966  0.2408
H 03902 0.2060
H 0.2755 1.2320

SCF = -581.213395

-0.8657
-3.6777
1.2009
3.4540
2.3996

-1.0334
0.8961
3.0814
2.0545
-3.9608
-4.5157
-5.6070
-3.9547

-1.2562
0.7187
1.9198
3.2950
4.4429

-0.9366
1.0141
2.1929
3.5405
4.6655
-3.7999
-4.4489
-5.5412
-3.9761

23

22-Cl
I 0.0258 -0.0546 -0.8610
Cl 0.3056 -0.1429 -3.5715
C -0.1900 0.0152  1.2206
C -0.3156 0.0565  2.4262
C -04574 0.1017  3.7895
N -0.5767 0.1398  4.9346
SCF = -927.001693
23
I 0.0000 0.0000 -0.5123
C 0.0000 0.0000 1.4755
N 0.0000 0.0000 2.6216
SCF = -390.506157
23-OCH2
I -0.0025 -0.3307 -0.9348
C -0.1695 0.1600 1.0020
N -0.2656 0.4442  2.1085
O 0.2325 -0.7862 -3.7417
C 0.2890 0.1753 -4.4576
H 0.3798 0.0675 -5.5451
H 0.2524 1.1956 -4.0527
SCF = -505.045254
23-Cl1
I 0.0204 -0.0532 -0.8161
Cl 0.2997 -0.1414 -3.5100
C -0.1989 0.0187  1.3024
N -0.3182 0.0578  2.4467

SCF = -850.833230
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24
4.9698  2.0504
3.5879  -0.2936
3.5879  2.0592
5.6643  0.8828
4.9699 -0.2848
2.8840  0.8828
1.4023  0.8828
-1.4023  0.8828
0.6898  1.0377
0.6898  0.7279
-0.6899  0.7279
-0.6898  1.0377
-2.8841  0.8828
-5.6643  0.8827
-3.5880  2.0589
-3.5880 -0.2934
-4.9699 -0.2846
-4.9699  2.0501
-2.6241  -2.0960
2.6241 -2.0964
-6.9893  0.8827
-5.6698 -1.3870
-5.6699  3.1525
-1.3412  1.1869
1.3413  1.1869
1.3412  0.5787
-1.3414  0.5787
5.6698  3.1529
6.9893  0.8828
5.6698  -1.3873
2.6241  3.8620
-2.6243  3.8615

RS EeS RS ES RS RO RS RSRSES ololo koo loNoNoNoNoloRoRoRo No N o NONO!

SCF = -2875.466931
ZPE = 0.141059

Haos = -2875.295390
Gags = -2875.386260

0.3277
-0.1692
0.3293
0.0801
-0.1675
0.0800
0.0799
0.0798
-1.0958
1.2557
1.2556
-1.0959
0.0798
0.0797
0.3299
-0.1703
-0.1687
0.3282
-0.5466
-0.5444
0.0797
-0.4022
0.5617
-2.2469
-2.2469
2.4067
2.4066
0.5604
0.0801
-0.4002
0.7044
0.7063

24
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24-OCH2

-0.9959  0.4392
1.0325 -0.4454
-1.1192 -0.7816
0.1282  1.2182
1.1365 0.7718
-0.1046 -1.2317
-0.20563  -2.5355
-0.1461 -4.9549
0.2469 -3.6984
-0.6592  -2.6089
-0.6301  -3.7991
0.2760 -4.8890
0.0106 -6.1986
0.3441 -8.5144
-0.9777  -7.1783
1.1718  -6.3867
1.3260 -7.5429
-0.8042 -8.3284
2.6934 -4.9638
25915 -1.0704
0.5030 -9.6206
2.4161  -7.7596
-1.7263  -9.2829
0.7527  -5.9804
0.6970 -3.6651
-1.0927  -1.5078
-1.0373  -3.8226
-1.9446  0.8997
0.2387  2.3885
2.2024  1.5486
4.6125 -2.4819
5.6822  -2.1541
6.2434 -2.8023
6.1387 -1.1941
-2.7339 -6.9671
-2.8413  -1.8962

SCF = -2990.010455
ZPE = 0.169561

Haos
Goos

-2989.805664
-2989.906623

1.5956
3.2620
2.2315
1.7858
2.6179
3.0707
3.7676
5.1825
3.1708
5.0722
5.7682
3.8669
5.9726
7.4670
5.9768
6.7234
7.4631
6.7232
6.7527
4.4955
8.1809
8.1898
6.7508
3.2718
1.9181
5.6824
7.0356
0.7895
1.1720
2.7736
6.4257
6.8595
7.5442
6.5874
4.8855
1.8990
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24-Cl
-0.8577  0.4239
0.9694 -0.4752
-1.0363 -0.8106
0.2206  1.2095
1.1199  0.7547
-0.1275  -1.2629
-0.2896 -2.5853
-0.2806 -5.0155
0.2782 -3.7224
-0.8966 -2.6974
-0.8926  -3.8909
0.2826 -4.9161
-0.1101  -6.2394
0.2506  -8.5030
-1.0135 -7.2944
0.9880 -6.3125
1.1448  -7.4528
-0.8287 -8.4216
2.3984  -4.7246
2.3860 -1.1411
0.4228 -9.5945
2.1688  -7.5884
-1.6728 -9.4538
0.8807 -5.9784
0.8726  -3.6586
-1.4548 -1.6242
-1.4475 -3.9430
-1.7071  0.8929
0.3867  2.4008
2.1429  1.5556
4.1621  -2.3583
-2.6848 -1.9457
-2.6628 -7.2345

elal i io GGG ECESESEGCEEE T No o RoNo Yo o loRo Jo o No o Ro o Ro Ro o Xo)

SCF = -3335.807336
ZPE = 0.141185

Hogs = -3335.633571
ngs = -3335.727975

1.5703
3.4756
2.1615
1.9220
2.8667
3.1130
3.7647
5.1696
3.2210
5.0018
5.6916
3.9110
5.9901
7.5391
5.9084
6.8528
7.6153
6.6834
6.9905
4.9182
8.2849
8.4575
6.6337
3.3689
2.0282
5.5632
6.9031
0.6543
1.3470
3.1647
6.9358
1.5878
4.6378

25
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25

0.3024 -1.3048
-0.3193  1.3785
1.3426  -0.3941
-1.0322  -0.9461
-1.3011  0.4055
0.9900 0.9378
2.7572  -0.8234
5.4167 -1.6352
3.3903  -1.3713
3.4759  -0.6877
4.7958  -1.0920
4.7101  -1.7732
-2.1137  -1.9555
-4.1470 -3.8554
-2.4914  -2.5349
-2.7690 -2.3418
-3.7782  -3.2844
-3.5008 -3.4782
-0.6524  2.8137
-1.2835 5.5116
-0.5379  3.4461
-1.0870  3.5523
-1.3996  4.8907
-0.8519  4.7859
2.6244  0.1054
2.4144  -1.6036
-2.2734  -1.5480
-1.5875 -2.0218
0.0908  2.4339
-1.2785  2.7083
0.6021  -2.5977
-2.5744  0.7911
1.9641  1.8449
-4.4193  -3.6727
-5.1151  -4.7597
-3.8830 -4.0463
5.5047  -0.9771
6.6825 -2.0218
5.3393  -2.2973
-1.5842  6.7959
-1.8150  5.6197
-0.7543  5.4146

SCF = -3899.261918
ZPE = 0.185020

Hgs
Gags

-3899.036429
-3899.147810

0.2410
-0.0060
0.1922
0.1745
0.0527
0.0674
0.2671
0.4093
-0.8483
1.4546
1.5163
-0.7688
0.2212
0.3038
1.4321
-0.9480
-0.8980
1.4641
-0.1484
-0.4195
-1.3863
0.9517
0.8082
-1.5119
3.1780
-2.6699
-2.8048
3.2332
-3.0905
2.8419
0.3571
-0.0148
0.0130
-1.9929
0.3434
2.6007
2.6321
0.4771
-1.8128
-0.5486
1.8361
-2.6762
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25-OCH2 25-Cl1

0.3001 -1.2978  0.3182 0.2954 -1.2944 0.3934
-0.3149  1.3900 0.1076 -0.3245 1.3883  0.1480
1.3420 -0.3891 0.2810 1.3362  -0.3854  0.3460
-1.0332 -0.9345 0.2564 -1.0383 -0.9358  0.3239
-1.2988  0.4190  0.1533 -1.3055 0.4155  0.2043
0.9928 0.9453  0.1756 0.9834 0.9461  0.2247
2.7582  -0.8223  0.3088 2.7535 -0.8211 0.3264
5.4224  -1.6223 0.3476 5.4046 -1.6326  0.2718
3.4442  -1.0501 -0.8844 3.3698  -1.0978 -0.8981
3.4228 -1.0046  1.5199 3.4731  -0.9553 1.5111
4.7465 -1.4015 1.5309 4.7929 -1.3596 1.4780
4.7672 -1.4464 -0.8551 4.6904 -1.5002 -0.9028
-2.1165 -1.9444 0.2534 -2.1182  -1.9510  0.2800
-4.1466 -3.8464  0.2346 -4.1351 -3.8513 0.1810
-2.7683  -2.2928  1.4348 -2.7364 -2.3828  1.4507
-2.4969 -2.5589 -0.9400 -2.5170 -2.4764 -0.9532
-3.5052  -3.5030 -0.9392 -3.5226  -3.4219 -0.9799
-3.7759  -3.2383  1.4175 -3.7403  -3.3291  1.3955
-0.6447  2.8234 -0.0686 -0.6532  2.8156 -0.0848
-1.2755  5.5085  -0.4207 -1.2670  5.4816 -0.5389
-0.8185  3.3440 -1.3517 -0.7561  3.2908 -1.3961
-0.7864  3.6641  1.0329 -0.8587  3.6828  0.9853
-1.1005 4.9974  0.8500 -1.1640  5.0092  0.7533
-1.1323  4.6789 -1.5153 -1.0627  4.6214 -1.5999
2.4802 -0.7009 3.3471 2.6136 -0.5602  3.3660
2.5164 -0.8214 -2.7312 2.3049 -0.9080 -2.7033
-1.5899 -2.0763 -2.7482 -1.6075 -1.8350 -2.7387
-2.2748  -1.4245  3.2577 -2.1923  -1.6359  3.3161
-0.5934  2.1484 -3.0397 -0.4434  2.0059 -3.0330
-0.5311  2.9752 29774 -0.7193  3.0385  2.9601
0.5973  -2.5942  0.4049 0.1470 -0.4240 -4.9020
-2.5714  0.8072  0.0750 0.5952  -2.5917  0.4877
1.9700 1.8499  0.1189 -2.5806 0.8000  0.1129
-3.8912  -4.1059 -2.0574 1.9605 1.8527  0.1518
-5.1141  -4.7531  0.2259 -3.9420 -3.9563 -2.1255
-4.4152  -3.5917  2.5259 -5.1043  -4.7644  0.1348
5.4073 -1.5816  2.6680 -4.3543  -3.7653  2.4960
6.6926 -2.0025 0.3664 5.5120 -1.4981  2.5924
5.4481 -1.6712 -1.9724 6.6785 -2.0221  0.2470
-1.5771  6.7891  -0.5881 5.3271  -1.7763 -2.0396
-1.2435 5.8241  1.8789 -1.5618  6.7627  -0.7556
-1.3037  5.2068 -2.7219 -1.3670 5.8674  1.7536
0.0960 -0.1840 -5.0952 -1.1729  5.1278  -2.8268
0.1098 -0.1301 -6.2944

==RaNoNOR NN N R R R RoRoloESECEoRo Rl oo NoNoNoRoNo N oo NoNoNoNoNoNoloNoNo o NoNoNoNo RO N @)
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0.4151  -0.9921 -6.9010 SCF = -4359.608344
-0.1819  0.7828  -6.8292 ZPE = 0.185144

Hags = -4359.380619

SCF = -4013.790942 Gogg = -4359.495563

ZPE = 0.213332
Hags = -4013.532165
Gogs = -4013.654366

26
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26
-1.4175  0.8796
-1.3267  1.6028
-1.0880  3.4699
-1.1290  1.2408
-1.4053  2.9636
-1.2863  3.8833
-1.0030  2.1126
-1.5598  3.3004
-1.3495  4.9380
-0.9985  4.2019
-0.7968  1.5450
-0.4092  0.2246
-0.7378  0.1618
-0.6502  2.2678
-0.4593 1.6119
-0.5504 -0.5346
-0.6857  3.3456
-0.3477  2.1884
-0.5132 -1.6114
-0.2600 -0.2735
-0.9747  -0.7493

ali=sg=upaNoNoNoNORoNOR=N==h:: N oNO RO NONONO N ==

SCF = -759.585353
ZPE = 0.162540

Hy9s = -759.412096
Gogs = -759.459048

26-Cl1
H -1.4186 0.8685
C -1.3291 1.6048
C -1.0871 3.4556
C -1.1320 1.2145
C -1.4055  2.9665
C -1.2850 3.8836
C -1.0054 2.0952
H -1.5596 3.3061
H -1.3461 4.9406
H -09951 4.1791
C -0.7981 1.5327
C -0.4114 0.2293
C -0.7469 0.1475
C -0.6513 2.2703
C -0.4596 1.6180
C -0.5560 -0.5174
H -0.6858 3.3485
H -0.3463 2.1935
H -0.5190 -1.5964
H -0.2614 -0.2691
I -0.9888 -0.8029
Cl -1.3250 -1.5674

SCF = -1220.040641
ZPE = 0.163640
Hags = -1219.864416

-2.0659
-1.2717
0.8100
0.0398
-1.5297
-0.4949
1.1150
-2.5425
-0.7114
1.5971
2.4464
4.8933
2.5704
3.6290
4.8316
3.7409
3.6054
5.7363
3.7757
5.8381
0.6934

-2.0509
-1.2682
0.8134
0.0356
-1.5219
-0.4862
1.1053
-2.5342
-0.6950
1.6083
2.4428
4.8753
2.5201
3.6162
4.8204
3.7165
3.5928
5.7261
3.7557
5.8207
0.6277
-1.8860

27

Gagg = -1219.915522

26-OCH2
-1.3658  1.2843
-1.2889  1.9545
-1.0821  3.6553
-1.1024  1.4913
-1.3724  3.3313
-1.2695  4.1691
-0.9923  2.2787
-1.5186  3.7457
-1.3365  5.2373
-1.0050  4.3232
-0.7952  1.6130
-0.4237 0.1165
-0.7291  0.2241
-0.6664  2.2480
-0.4832  1.5043
-0.5480 -0.5506
-0.7095  3.3241
-0.3852  2.0106
-0.5032 -1.6271
-0.2806 -0.4509
-0.9429 -0.5438
-1.2900 -1.0768
-1.3710  -1.8790
-1.2986 -2.9555
-1.5203 -1.5563

BuNoNoNjulsnlalaNoNoNoNoNoNoR=:R=: R NoNONONONON @R ==

SCF = -874.135334
ZPE = 0.191598

Haygs = -873.928417
Gogs = -873.985474

-2.0915
-1.2521
0.9710
0.0286
-1.4025
-0.2991
1.1695
-2.3876
-0.4330
1.8144
2.4567
4.7965
2.4633
3.6902
4.8416
3.5874
3.7486
5.7889
3.5425
5.7025
0.5310
-2.3148
-3.2098
-3.0209
-4.2454



Supporting Information

7 STRUCTURES

SRR ESESNoNoR N NN NoNoNoNoNoRoR="R--NoNoNOoNONON@R=*

27

-0.0620  0.1545
-0.0597  0.1512
-0.0526  0.1253
-0.0652 -1.0094
-0.0502  1.3363
-0.0466  1.3104
-0.0620 -1.0889
-0.0444  2.2807
-0.0487  0.1454
-0.0685 -2.4136
-0.0824 -5.0545
-0.0773  -3.5262
-0.0669 -2.6701
-0.0738  -3.9732
-0.0842  -4.8395
-0.0604 -1.8575
-0.0908 -5.6670
-0.0876  -6.0625
-0.0786  -2.9326
-0.0428  2.6334
-0.0720  -4.2696
1.0032  3.3703
0.0192  2.4700
-1.1502  3.3228
-0.0667 -3.1523
-1.1520 -4.9797
1.0041 -4.9874

SCF = -1433.909462
ZPE = 0.172009

H2os
Gags

-1433.719374
-1433.783033

0.1864
1.2643
4.0761
2.0045
1.9793
3.3698
3.3909
1.4562
5.1540
4.0081
4.9569
3.1771
5.3786
5.8316
3.5897
6.0872
2.8988
5.3434
1.1650
4.0954
7.3112
3.7158
5.4167
3.8117
8.0376
7.6450
7.6408

28

=Rl NORLRSEL RS RS EC NN s R RoNoNONoNO RO N==R=: NONO RO RO RO N @R ==

27-OCH2

-0.0659  0.5645
-0.0622  0.4833
-0.0519  0.2620
-0.0669 -0.7342
-0.0519  1.6162
-0.0467  1.4939
-0.0623 -0.8983
-0.0470  2.5952
-0.0472  0.2061
-0.0684 -2.2638
-0.0820 -4.9604
-0.0781 -3.3165
-0.0656 -2.6121
-0.0724  -3.9424
-0.0851 -4.6543
-0.0583  -1.8489
-0.0927  -5.4215
-0.0873 -5.9922
-0.0812 -2.5822
-0.0397  2.7620
-0.0689 -4.3375
1.0171  3.5158
0.0054  2.5091
-1.1372  3.4830
-0.0658  -3.2727
-1.1465 -5.0723
1.0091 -5.0741
-0.0950 -5.3452
-0.0954 -6.1486
-0.1029 -7.2236
-0.0885 -5.8325

SCF = -1548.461971
ZPE = 0.201171

Hgs
Gags

-1548.238142
-1548.311868

0.3100
1.3851
4.1847
2.0329
2.1786
3.5642
3.4124
1.7236
5.2612
3.9338
4.7010
3.0270
5.2838
5.6479
3.3510
6.0451
2.5957
5.0184
1.0598
4.3795
7.1028
4.0649
5.6878
4.1335
7.9051
7.3915
7.3857
0.2454
-0.6538
-0.4484
-1.7021



Supporting Information

7 STRUCTURES

27-Cl
-0.0640  0.1379
-0.0613  0.1291
-0.0534 0.1106
-0.0661 -1.0599
-0.0523 1.3194
-0.0483  1.2980
-0.0624 -1.0932
-0.0476  2.2647
-0.0497  0.1287
-0.0683 -2.4251
-0.0806 -5.0487
-0.0767 -3.5313
-0.0663 -2.6687
-0.0724  -3.9668
-0.0828 -4.8361
-0.0601  -1.8490
-0.0891 -5.6519
-0.0853  -6.0560
-0.0791  -3.0043
-0.0948  -5.5438
-0.0431  2.6140
-0.0705 -4.2512
1.0132  3.3598
-0.0002  2.4674
-1.1391  3.3314
-0.0633 -3.1322
-1.1501  -4.9606
1.0037 -4.9712

SHsECEGEGCESNo oSOl R NoNoRo Yo XoRo i =-N:NoXoNoNo o NoR=:

SCF = -1894.381738
ZPE = 0.173333

Hags = -1894.188472
Gaos = -1894.256371

0.2043
1.2843
4.0811
1.9922
1.9869
3.3787
3.3785
1.4653
5.1588
3.9885
4.9543
3.1466
5.3608
5.8266
3.5873
6.0603
2.8824
5.3423
1.1078
0.4545
4.0985
7.3003
3.7411
5.4272
3.8083
8.0336
7.6588
7.6539

29

28
-0.1640  0.1528
-0.1284  0.1482
-0.0362  0.1177
-0.1236 -1.0125
-0.0851  1.3360
-0.0393 1.3134
-0.0791 -1.0921
-0.0864  2.2795
-0.0002  0.1410
-0.0811 -2.4185
-0.0942  -5.0670
-0.1277  -3.5302
-0.0399 -2.6767
-0.0466 -3.9876
-0.1360 -4.8430
-0.0024 -1.8686
-0.1728  -5.6691
-0.0983 -6.0749
-0.1836 -2.9332
0.0057  2.5507
0.0418  3.5353
-0.0038 -4.2329
0.0302  -4.4243

oW Aol =g loNoNoloNoNoR"R:"NoNoNOo RO RO RO ==

SCF = -944.096422
ZPE = 0.159018

Hags = -943.922906
Gagg = -943.978052

0.1759
1.2533
4.0633
1.9914
1.9634
3.3574
3.3793
1.4411
5.1409
3.9953
4.9368
3.1605
5.3609
5.8190
3.5711
6.0742
2.8794
5.3205
1.1511
4.0815
4.6629
7.2315
8.3589



Supporting Information

7 STRUCTURES

ToDaQoZazao~EIEK@Dmaooaoaao@mEaaaoacacaa=

28-OCH2

-0.1407  0.5945
-0.1104  0.5008
-0.0322  0.2456
-0.1096 -0.7230
-0.0706  1.6285
-0.0319  1.4944
-0.0718  -0.9021
-0.0694 2.6114
-0.0016  0.1823
-0.0775  -2.2749
-0.0975  -4.9865
-0.1201  -3.3168
-0.0439 -2.6387
-0.0539 -3.9810
-0.1316  -4.6572
-0.0098 -1.8884
-0.1657  -5.4148
-0.1044 -6.0211
-0.1656  -2.5588
0.0091  2.6698
0.0419  3.6053
-0.0187  -4.3372
0.0095 -4.6191
-0.2211  -5.3002
-0.2498 -6.0814
-0.2591  -7.1608
-0.2673  -5.7396

SCF = -1058.649946
ZPE = 0.188224

H2os
Gags

-1058.442666
-1058.507676

0.3366
1.4104
4.2060
2.0435
2.2115
3.5994
3.4227
1.7677
5.2821
3.9282
4.6589
3.0066
5.2697
5.6239
3.3142
6.0436
2.5498
4.9628
1.0494
4.4207
5.0787
7.0131
8.1216
0.2123
-0.7064
-0.5268
-1.7463

30

28-Cl1
-0.1594  0.1358
-0.1255  0.1273
-0.0379  0.1053
-0.1210  -1.0605
-0.0859  1.3204
-0.0422  1.3019
-0.0778  -1.0943
-0.0882  2.2653
-0.0035 0.1294
-0.0788  -2.4280
-0.0893  -5.0598
-0.1226  -3.5335
-0.0391  -2.6736
-0.0444  -3.9795
-0.1293  -4.8380
-0.0041  -1.8593
-0.1645 -5.6521
-0.0929 -6.0666
-0.1777  -3.0050
-0.2357  -5.5350
-0.0007  2.5417
0.0323  3.5313
-0.0032  -4.2159
0.0297  -4.4015

Ao Ao ko lai=-1=-R--Ro o Ro Ro Xo Xo X-"R:"Ro Xe Xo No Ro Xo B=-

SCF = -1404.576069
ZPE = 0.160548

Hags = -1404.399228
G298 = -1404.458315

0.1952
1.2747
4.0708
1.9825
1.9725
3.3674
3.3700
1.4525
5.1485
3.9783
4.9363
3.1330
5.3457
5.8151
3.5707
6.0515
2.8643
5.3224
1.0950
0.4448
4.0886
4.6638
7.2300
8.3594



Supporting Information

7 STRUCTURES

asgasgiasi@iasgasgasf@Ragas oA A jugngsloNoNoNoNoNoR:R::NoNO RO NGO NGO N @R =+

29

0.0219  0.1663
-0.0508  0.1379
-0.2395  0.0639
-0.0446 -1.0459
-0.1541  1.3116
-0.2510  1.3073
-0.1362  -1.1269
-0.1597  2.2393
-0.3117  0.0277
-0.1160 -2.4633
-0.0585 -5.1050
-0.0058  -3.5558
-0.1986 -2.7243
-0.1725  -4.0427
0.0249  -4.8657
-0.2845 -1.8958
0.1110  -5.6915
-0.0349 -6.1257
0.1029  -2.9452
-0.3518  2.4652
-0.2540 -4.2884
-0.3620  3.7349
0.5596  3.8831
-0.4479  4.5344
-1.2087  3.8023
-0.4510  2.4400
0.4292  1.9776
-1.3400  1.8983
-0.5219  3.4568
-0.3708 -3.1879
0.4930 -2.5245
-0.4218  -3.5854
-1.2760 -2.6075
-0.2273  -5.6534
0.7045 -6.1520
-1.0635 -6.2318
-0.3046 -5.6374

SCF = -1027.605461
ZPE = 0.310669

Hsgs
Gags

-1027.275016
-1027.340460

0.1963
1.2718
4.0608
1.9766
1.9850
3.3972
3.3615
1.4402
5.1331
3.9673
4.8940
3.1146
5.3248
5.8225
3.5402
6.0051
2.8520
5.2332
1.1187
4.0884
7.1497
3.3862
2.8232
4.1113
2.7028
5.5335
5.9822
5.8595
5.8986
8.0847
8.0244
9.0905
7.9015
7.6412
7.3735
7.2481
8.7210

31

29-Cl1
-0.0066  0.1478
-0.0364 0.1125
-0.1315  0.0552
-0.0163  -1.0933
-0.1002  1.2953
-0.1375  1.2921
-0.0664 -1.1328
-0.1206  2.2237
-0.1771  0.0178
-0.0503  -2.4737
-0.0229  -5.0959
0.0137  -3.5635
-0.0984 -2.7238
-0.0755 -4.0318
0.0252  -4.8647
-0.1531 -1.8881
0.0679  -5.6802
-0.0191 -6.1164
0.0722  -3.0159
0.1702  -5.5950
-0.1735 24718
-0.1002  -4.2696
-0.4473  3.7031
0.3360  3.9149
-0.4646  4.5198
-1.4073  3.6759
-0.4539  2.4237
0.3250  1.8769
-1.4171  1.9511
-0.4684  3.4354
-0.3668 -3.1724
0.4111 -2.4130
-0.3696  -3.5459
-1.3326  -2.6986
-0.3025  -5.6215
0.5109 -6.2704
-1.2450 -6.0468
-0.3127  -5.6140

CECQEEDNDQNDODoOmmaoaZZa~Immacaacaaamzmzaacaaacaanm

SCF = -1488.041905
ZPE = 0.311961

Hz9s = -1487.708492
ngs = -1487.777586

0.2089
1.2886
4.0653
1.9619
1.9994
3.4076
3.3475
1.4549
5.1392
3.9478
4.8956
3.0881
5.3134
5.8165
3.5351
5.9880
2.8303
5.2369
1.0642
0.3733
4.1151
7.1676
3.4071
2.6816
4.1200
2.8829
5.5319
6.0614
5.7485
5.9214
8.0686
7.9958
9.0863
7.8681
7.6415
7.3215
7.2860
8.7256



Supporting Information

7 STRUCTURES

TTQOIXNESD QDD DQEmDmQZZ~EomIrmaooacacaoamtaoacacacaas

29-OCH2

-0.0220  0.4946
-0.0859 0.4113
-0.2516  0.2036
-0.0764 -0.8115
-0.1800  1.5501
-0.2654  1.4770
-0.1571  -0.9501
-0.1872  2.5039
-0.3151  0.1152
-0.1351  -2.3152
-0.0746  -4.9952
-0.0361  -3.3664
-0.2049  -2.6395
-0.1766  -3.9785
-0.0041  -4.6944
-0.2822  -1.8435
0.0734 -5.4779
-0.0499 -6.0307
0.0573  -2.6588
-0.3578  2.6018
-0.2448  -4.2858
-0.3711  3.9032
0.5470  4.0787
-0.4519  4.6668
-1.2215  4.0048
-0.4433  2.5055
0.4395  2.0190
-1.3303  1.9499
-0.5079  3.5032
-0.3478  -3.2296
0.5160 -2.5644
-0.3870 -3.6723
-1.2538  -2.6393
-0.2150 -5.6711
0.7127  -6.1587
-1.0559 -6.2305
-0.2809 -5.7057
0.2036  -5.4960
0.2750  -6.3056
0.3006 -7.3796
0.3167  -5.9999

SCF = -1142.152274
ZPE = 0.339759

Hzgs
Ga2os

-1141.788089
-1141.863652

0.2617
1.3353
4.1156
1.9734
2.1044
3.5146
3.3547
1.6067
5.1854
3.8933
4.6952
2.9882
5.2386
5.6732
3.3521
5.9575
2.6166
4.9860
1.0225
4.2635
6.9907
3.6243
3.0628
4.3878
2.9496
5.7057
6.1232
6.0138
6.1216
7.9757
7.9352
8.9632
7.8309
7.4175
7.1169
7.0068
8.4978
0.2087
-0.6787
-0.4643
-1.7302

32

a=Rasiis Sl SRS RS RS Ho ol R==h==h--NoloNoNoNoNoR"R:"-NoNoNOoNO RO RO N==

30

1.5899  -0.2480
0.6474  0.1223
-1.8107  1.0675
-0.4696 -0.6832
0.5160  1.4455
-0.7040  1.9024
-1.7048 -0.2545
1.3615  2.1122
-2.7542  1.4500
1.4407 -3.5971
-0.6646 -4.6388
0.1261  -3.5692
1.6891 -4.1620
0.6388 -4.6746
-0.9388 -4.0756
2.6988  -4.2087
-1.9483  -4.0453
-1.4652 -5.0483
-0.2794  -2.6979
-0.8685  3.3315
0.9628  -5.2692
-1.1155  3.3740
-1.8990  3.9063
0.2229  4.0553
1.4401  -4.3273
-0.1102 -5.8121
1.8983 -6.2145
-2.5574 -0.9130
2.2466  -3.2023

SCF = -1435.101530
ZPE = 0.193448

H298
G298

-1434.888485
-1434.957002

1.7798
2.1500
3.0900
2.2431
2.5489
3.0146
2.6961
2.4919
3.4496
3.9618
5.4872
3.5308
5.2001
5.9497
4.2484
5.5798
3.8711
6.0822
1.6561
3.4697
7.2980
4.7825
2.8452
3.2290
8.1171
7.8696
7.1798
2.7403
3.3643



Supporting Information

7 STRUCTURES

sl NOR==Raio R RS RORONONORoN =R R-HoN o NO RO NONO N N O NO RO RO NGO N @ R ==

30-OCH2

1.3186  0.0762
0.5151  0.3896
-1.5716  1.1833
-0.5139  -0.4649
0.4880  1.6800
-0.5478  2.0617
-1.5667 -0.1023
1.2717  2.3773
-2.3724  1.5070
1.0887 -2.9761
-0.6252  -4.9629
-0.0375  -3.3823
1.3482  -3.5895
0.4929  -4.5750
-0.9099  -4.3558
2.2128  -3.2997
-1.7729  -4.6467
-1.2815 -5.7266
-0.4722  -2.4188
-0.5949  3.4493
0.8218  -5.2608
-0.4907  3.3955
-1.7562  4.0431
0.3912  4.2173
1.3525  -4.4028
-0.2634 -5.8025
1.7116  -6.2394
-2.3588  -0.7929
1.7433  -2.2073
-0.5263  -5.1994
-0.1693 -6.1176
-0.6671  -7.0913
0.6615 -6.0122

SCF = -1549.651148
ZPE = 0.222598

Hsgs
Gaos

-1549.404411
-1549.482033

1.2342
1.8820
3.5593
2.2270
2.3950
3.2275
3.0510
2.1460
4.2071
3.9714
4.9371
3.2831
5.1855
5.6562
3.7223
5.7624
3.1464
5.3235
1.4583
3.8148
6.9577
5.1468
3.5258
3.3537
7.8320
7.5123
6.7590
3.2940
3.5919
0.7197
0.0264
0.0814
-0.6797

33

30-Cl1
1.2241  -0.2516
0.4977  0.0515
-1.3605  0.8295
-0.4043  -0.8600
0.4736  1.3693
-0.4522  1.7459
-1.3404 -0.4785
1.1721  2.0906
-2.0791  1.1446
0.8994 -2.9149
-0.4917  -5.1269
-0.0225 -3.5889
1.1269 -3.3686
0.4265  -4.4656
-0.7229  -4.6901
1.8444  -2.8665
-1.4047 -5.2111
-1.0307  -5.9790
-0.3940 -2.8763
-0.3673  -5.4117
-0.5032  3.1537
0.7073  -4.9732
-0.2458  3.2000
-1.7192  3.6929
0.3812  3.9507
1.0507  -3.9799
-0.3555  -5.5923
1.7191  -5.8539
-2.0441  -1.1957
1.4288  -2.0544

iR NN NoNo RO Rl NoNo oo Yo Nok:"N-:RoNo N o No No N o B =+

SCF = -1895.560748
ZPE = 0.194547

Haz9s = -1895.344763
Gogs = -1895.416592

0.9560
1.6963
3.6107
2.2131
2.1391
3.0935
3.1649
1.7463
4.3527
4.1622
5.1268
3.3866
5.4515
5.9264
3.8316
6.0812
3.1798
5.5094
1.4300
0.7156
3.6079
7.3106
4.9247
3.4333
2.9993
8.1418
7.8388
7.3123
3.5623
3.7857



Supporting Information

7 STRUCTURES

31
1.5845 -0.3121
0.6027  0.0594
-1.9596  1.0116
-0.5278  -0.7296
0.4338 1.3634
-0.8416  1.8320
-1.8089 -0.2954
1.2857  2.0176
-2.9394  1.3965
1.3373  -3.7679
-0.8530 -4.7109
0.0353 -3.6522
1.5370 -4.3721
0.4449 -4.8374
-1.0708  -4.1097
2.5347  -4.4858
-2.0706 -4.0124
-1.6843 -5.0839
-0.2828 -2.7219
-2.6679 -0.9380
2.1755  -3.4098
-1.0067  3.1840
-1.1378  4.2618
0.6607  -5.4604
0.8323  -5.9552

oW AeoRgui_Rj N NoNoNoNoNoNol="R--NoNoNoNONON@ N ==

SCF = -945.289732
ZPE = 0.180371

Hy9s = -945.093310
Gogs = -945.152704

2.0792
2.3253
2.9363
2.2197
2.7580
3.0629
2.5056
2.8566
3.1712
3.8939
5.3630
3.4434
5.1234
5.8514
4.1353
5.5171
3.7437
5.9403
1.5807
2.3976
3.3180
3.5121
3.8730
7.1251
8.1424

34

31-Cl1
1.3572  -0.7349
0.4044 -0.2639
-2.0524  0.9480
-0.5641  -0.9139
0.1428  0.9939
-1.0875  1.5974
-1.7865 -0.3161
0.8811  1.5146
-2.9996  1.4289
1.2766  -4.4240
-0.4769 -3.7519
0.1801  -3.6125
1.5023  -4.8983
0.6280 -4.5624
-0.7044  -3.2644
2.3521  -5.5308
-1.5529 -2.6284
-1.1531 -3.5102
-0.1566 -2.8473
0.4072  -5.2737
-2.5368 -0.8274
1.9179  -4.7058
-1.3605  2.9025
-1.5789  3.9437
0.8661 -5.0583
1.0568  -5.4493

ZazaogOQ~ZZDIZaoaoaoaoaoaazmdaaoaaaaxm

SCF = -1405.755863
ZPE = 0.181832

H29s = -1405.556220
Goag9s = -1405.618891

3.1638
2.9690
2.4628
2.2179
3.4799
3.2245
1.9591
4.0694
2.2746
3.4789
5.5486
3.2715
4.7597
5.7890
4.2733
4.9614
4.0776
6.3532
1.3300
0.5038
1.3732
2.6599
3.7540
4.1781
7.1141
8.1734



Supporting Information 7 STRUCTURES

31-OCH2 32
1.5239 -0.1701  2.8897 1.5892 -0.2130 2.3745
0.5162  0.2143  2.8683 0.5942  0.1420 2.5942
-2.1004 1.2025  2.7861 -1.9773  1.0604  3.1480
-0.5110 -0.4758  2.2481 -0.5123 -0.6813  2.4446
0.2156  1.4234  3.4688 0.4134 14346 3.0276
-1.0885 1.9122  3.4253 -0.8780 1.9347 3.3184
-1.8139 -0.0136  2.1882 -1.7969 -0.2327 2.7156
0.9861 1.9918  3.9655 1.2797  2.0635  3.1365
-3.1028  1.5998  2.7604 -2.9790 1.3973  3.3507
1.3932  -4.0258  3.3525 1.3537 -3.8729 4.0246
-0.6918 -4.1156  5.2209 -0.8361 -4.9173 5.3940
0.1780 -3.4065 3.1399 0.0602 -3.6988 3.5541
1.5576  -4.7145 4.5430 1.5537 -4.5740 5.1907
0.5202  -4.7547 5.4701 0.4652 -5.1178 5.9128
-0.8752  -3.4298  4.0328 -1.0364 -4.2172 4.2274
24889 -5.2151 4.7560 2.5621 -4.7050 5.5426
-1.8103 -2.9333  3.8262 -2.0387 -4.0828 3.8509
-1.4848 -4.1614  5.9505 -1.6946 -5.3173  5.9048
-0.0755  -2.3227  1.3491 -0.2398  -2.6368 1.7915
-2.5913 -0.5729  1.6917 -2.6528 -0.8777 2.5893
21835 -3.9914 2.6208 22016  -3.4718 3.4908
-1.3924  3.1675  4.0493 -1.0553  3.2030 3.7396
-1.6353  4.1675  4.5497 0.6614 -5.8075 7.0544
0.7018 -5.4669 6.7019 -2.3904  3.6978  4.0202
0.8470 -6.0357  7.6842 -2.3207  4.7284  4.3445
0.7290 -4.9102 0.4136 -2.8651 3.1210 4.8139
0.5669 -5.8702 -0.2965 -3.0201  3.6603  3.1312
1.3420 -6.6375 -0.3908 0.0860 4.0860 3.8944
-0.3564 -6.0087 -0.8692 0.6068  4.2275  2.9473
0.7893  3.6950 4.6295
-0.2628  5.0516  4.2382
2.0062 -6.0131 7.5597
24937 -5.0634 7.7795
2.6157 -6.5664 6.8453
1.9516 -6.5869 8.4762
-0.4697 -6.3652 7.7726
-0.1065 -6.8740 8.6565
-1.0097 -7.0869 7.1596
-1.1599 -5.5830 8.0880

TZQozaZzZzaomEZ~EHEIEK@DOOaao@m o=

SCF = -1059.840168
ZPE = 0.209375

Ha29s = -1059.610126
Gags = -1059.679295

a=fasfasl@asfas sl @QasfacRarii@Rasjin Rl @R iR sl No oo NoNoRoR=-R:No o NoNOo RO N@ ==

SCF = -1028.802542
ZPE = 0.332689

Hags = -1028.448773
Gagg = -1028.517973

35
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32-Cl1
1.5546  -0.5302
0.5485 -0.1453
-2.0223  0.8637
-0.4213  -0.8756
0.2420  1.0753
-1.0580 1.6089
-1.7025 -0.3619
1.0203 1.6164
-3.0271  1.2343
1.3101 -4.5815
-0.3363  -3.8379
0.3164 -3.6406
1.4863  -5.1488
0.6750 -4.7874
-0.5100 -3.2641
2.2607 -5.8875
-1.2849 -2.5270
-1.0006 -3.5418
0.0490 -2.7419
0.6694  -5.1469
-2.4687 -0.9157
1.9133 -4.8994
-1.3706  2.8120
0.8641 -5.3423
-2.6477  3.4226
-2.7127  4.3700
-3.4671  2.7943
-2.7803  3.6045
-0.3073  3.6424
0.4217  3.9101
0.2174  3.1385
-0.7380  4.5532
1.7486 -6.4797
2.7668 -6.2113
1.4323 -7.3221
1.7595 -6.7973
-0.1357 -5.1281
0.1661  -5.6508
-1.1216  -5.4930
-0.2200 -4.0699

DD DQNDIQO@DmaOmQzzZzo~IDOIDaoaaacaazaoaaaaanxs

SCF = -1489.222634
ZPE = 0.333372

Ha29s = -1488.866330
Gogs = -1488.939113

3.1051
3.0158
2.7944
2.3457
3.5833
3.4938
2.2364
4.0940
2.6838
3.4852
5.5970
3.3128
4.7327
5.8223
4.3512
4.8470
4.2085
6.3905
1.4213
0.3659
1.7117
2.6500
4.0715
7.0628
3.7769
4.2999
4.1230
2.7067
4.5918
3.8217
5.4021
4.9921
7.1932
6.9171
6.5716
8.2298
8.0849
8.9855
7.7821
8.3276

36

mmoommmaommmommmommmozZzzZzom~Omomomoaocaaaocammaoaoaaaad

32-OCH2

1.6371  0.0358
0.6211  0.3583
-1.9988  1.1950
-0.4515 -0.4627
0.3848  1.6020
-0.9333  2.0590
-1.7594  -0.0494
1.2281  2.2266
-3.0194  1.5008
1.4420 -3.8129
-0.7854 -4.6481
0.1584  -3.4859
1.6140 -4.5635
0.5059  -5.0000
-0.9569 -3.9019
2.6163 -4.8118
-1.9535 -3.6501
-1.6600 -4.9629
-0.0951 -2.3426
-2.5918 -0.6873
2.3029  -3.4969
-1.1660  3.2807
0.6746 -5.7321
-2.5271  3.7334
-2.5025  4.7280
-3.0562  3.0778
-3.0817  3.7772
-0.0564  4.1549
0.5343  4.3948
0.5955  3.7006
-0.4474  5.0784
2.0092 -6.0818
2.6014 -5.1911
2.5311 -6.6820
1.9332  -6.6627
-0.4780 -6.1688
-0.1364 -6.7339
-1.1270  -6.8112
-1.0589 -5.3191
0.7197  -4.9853
0.6660 -6.0756
1.5713  -6.6739
-0.2874  -6.5122

SCF = -1143.345497
ZPE = 0.361209

Hos
Gagsg

-1142.958334
-1143.038254

2.5261
2.6953
3.1233
2.3771
3.2335
3.4649
2.5867
3.4714
3.2746
3.6936
5.1410
3.2885
4.8351
5.5961
3.9967
5.1381
3.6679
5.6832
1.5686
2.3311
3.1252
3.9906
6.7194
4.2047
4.6318
4.8964
3.2670
4.3196
3.4352
5.0658
4.7280
7.1656
7.3767
6.4200
8.0763
7.4828
8.3410
6.8871
7.8424
0.5110
0.0090
-0.1467
-0.3116
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mmEomEmomEmEmaooQazaa-

SCF
ZPE
H2os
Ga2os

TTQoOEXKEOmIDaQEOD Tz

33
-1.3525  1.0879
-0.7400  0.4733
0.0808 -0.3347
-0.9418 -0.7963
-0.1175  1.3784
0.2961  0.9758
-0.5401 -1.1944
0.0346  2.3885
0.7822  1.6791
0.3871  -0.6907
-1.6035 -1.7831
-1.0214 -1.8982
-2.6007 -1.4310
-1.6574  -2.7242
-0.7376  -2.2233

= -585.090389
= 0.121975

= -584.960231
= -585.001708

33-OCH2
-1.2086  1.0421
-0.6673  0.4433
0.0581 -0.3389
-0.9521  -0.7975
-0.0031  1.3303
0.3620  0.9436
-0.5989 -1.1834
0.2178  2.3182
0.8790  1.6353
0.3241 -0.6827
-1.6578 -1.7662
-1.0695 -1.9421
-2.6262  -1.3599
-1.7799  -2.6868
-0.8650 -2.1900
-1.9035 1.9558
-2.1704  2.3911
-1.4489  2.3443
-3.1444  2.8494

= -699.635171
= 0.150511

= -699.472503
= -699.523034

-3.3275
-1.4495
1.0483
-1.0430
-0.6090
0.6465
0.1812
-0.9511
1.3050
2.0178
-1.9182
-2.8261
-2.1584
-1.3872
0.4304

-3.3684
-1.4578
1.0856
-1.0112
-0.6254
0.6480
0.2323
-0.9942
1.2952
2.0712
-1.8697
-2.7637
-2.1407
-1.3144
0.5073
-5.9553
-7.0436
-7.8673
-7.2494

37

33-Cl1
-1.4004 1.1351
-2.1354  1.9842
-0.7495  0.4602
0.0842  -0.3468
-0.9327  -0.7992
-0.1193  1.3566
0.2961  0.9689
-0.5337  -1.2058
0.0299  2.3663
0.7821  1.6728
0.3928 -0.6954
-1.5933  -1.7730
-1.0153 -1.8711
-2.5823 -1.4059
-1.6577  -2.7233
-0.7316  -2.2350

IO OmAQDEEOQQZA0Q0 ~

SCF = -1045.514319
ZPE = 0.121972

Hyos = -1045.381869
Gogs = -1045.428648

34
-1.3053  1.1301
-0.7064  0.5380
0.0610 -0.3400
-0.8530 -0.7798
-0.1545  1.4359
0.2306  0.9863
-0.4715  -1.1904
-1.2726  -1.5290
-0.0266  2.4723
0.6637  1.6567
0.3392 -0.7521
-0.5490 -3.2217
-0.6867 -2.6013
0.0381  -2.8720
-1.6951 -2.7114

TmaoEmEDEZzQQQa -

SCF = -585.091458
ZPE = 0.121743

H298 = -584.961179
Gags = -585.003900

-3.4782
-5.8136
-1.4654
1.0662
-1.0208
-0.5995
0.6516
0.2051
-0.9488
1.3102
2.0373
-1.9022
-2.8146
-2.1536
-1.3862
0.4544

-3.3462
-1.4557
1.0263
-1.0795
-0.5500
0.7020
0.1389
-1.7315
-0.8222
1.4263
1.9823
-0.3601
0.5172
1.2748
0.9034
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34-Cl1
I -1.4124 1.1643
Cl -2.2183 1.8667
C -0.7391 0.5558
C 0.0733 -0.3489
C -0.8631 -0.7613
C -0.1776 1.4281
C 0.2301 0.9781
N -0.4676 -1.1916
H -1.2855 -1.5140
H -0.0573 2.4705
H 0.6699 1.6441
H 0.3637 -0.7718
H -0.6649 -3.1999
C -0.6743 -2.5965
H 01282 -2.9097
H -1.6307 -2.6980

SCF = -1045.499905
ZPE = 0.121695

Haos = -1045.367412
Gags = -1045.415089

34-OCH2
-1.3466  0.9726
-0.7188  0.4633
0.0713  -0.3119
-0.8952  -0.8279
-0.1237  1.3848
0.2730  0.9897
-0.5041  -1.1888
-1.3484 -1.5972
0.0255  2.4033
0.7344  1.6839
0.3561 -0.6844
0.2122  -3.1537
-0.6716 -2.5916
-0.8029 -2.6167
-1.5492  -3.0002
-2.2521  1.5321
-2.3615  2.3471
-2.8246  2.0868
-2.0045  3.3766

TTQOoOIXEEQETSTERODIZZ0000

SCF = -699.634308
ZPE = 0.150438

Hy9s = -699.470641
Gags = -699.523758

-3.4667
-5.8615
-1.4562
1.0414
-1.0623
-0.5273
0.7213
0.1487
-1.7121
-0.7877
1.4464
1.9887
-0.3789
0.5205
1.1781
1.0241

-3.4152
-1.5012
1.0160
-1.0488
-0.6468
0.6203
0.1824
-1.6533
-0.9713
1.3035
1.9862
0.3218
0.6067
1.6815
0.1210
-6.0653
-6.9415
-7.9001
-6.8167

38

35
-1.4028  1.0025
-0.6956  0.4820
0.2387  -0.2068
-0.7255 -0.8431
-0.1840  1.4530
0.2758  1.0761
-0.2498 -1.1555
-1.1151 -1.6266
-0.1439 24911
0.6832  1.7822
-0.2468 -2.1638
1.8492  -0.7570
0.7824  -0.5795
0.5958  0.2299
0.2820 -1.4767

TDaoDmEEEmTEaoaoaQza-

SCF = -585.094207
ZPE = 0.121793

Hay9s = -584.963920
Gag9s = -585.006185

35-OCH2
-1.3478  1.0938
-0.6577  0.5269
0.2483 -0.2219
-0.7857 -0.7895
-0.0596  1.4553
0.3828  1.0518
-0.3238  -1.1330
-1.2440 -1.5430
0.0591  2.4858
0.8523  1.7272
-0.3969 -2.1358
1.8109  -0.9377
0.7750 -0.6324
0.7028  0.2054
0.1799  -1.4572
-2.4191  1.9479
-2.3828  2.0697
-1.5362  1.6978
-3.1990  2.5594

TTOQOTTTZTQENITZIIm Tz

SCF = -699.636865
ZPE = 0.150306

Haos = -699.473225
Gags = -699.526416

-3.2824
-1.4173
1.0670
-0.9953
-0.5620
0.6745
0.2538
-1.6243
-0.8481
1.3802
0.6352
2.2924
2.3857
3.0811
2.7283

-3.2689
-1.4055
1.0802
-0.9678
-0.5560
0.6778
0.2771
-1.5872
-0.8483
1.3748
0.6662
2.2821
2.3929
3.0758
2.7656
-5.7923
-6.9869
-7.5766
-7.5305
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7 STRUCTURES

35-Cl1
I -1.4370 1.0333
Cl -2.3193 1.7004
C -0.7033 0.4856
N 0.238 -0.2097
C -0.7213 -0.8398
C -0.1849 1.4423
C 02742 1.0766
C -0.2509 -1.1593
H -1.1108 -1.6246
H -0.1457 2.4821
H 0.6816 1.7789
H -0.2453 -2.1658
H 1.8557 -0.7621
C 0.7884 -0.5807
H 0.6086 0.2262
H 0.2907 -1.4775

SCF = -1045.501186
ZPE = 0.121726

Haos = -1045.368683
Gags = -1045.416128

36
-0.3816  0.6053
-0.5792  1.8465
-0.3281  2.6959
0.0061  0.6667
0.2219 -0.2163
0.0399  1.9749
0.2908  2.4503
-1.1693  2.3603
0.2582  4.5248
-0.4269 4.1521
-0.1578  4.5515
-1.4451  4.4356
0.1302  -0.6061
-0.5493 -0.6185
-0.3178  -1.4571
-1.5755 -0.6917

mEHQEOIE@DEQE~TZQEQzaz

SCF = -602.354611
ZPE = 0.132439

Hags = -602.212701
Gogs = -602.256950

-3.4007
-5.7953
-1.4336
1.0829
-0.9816
-0.5514
0.6834
0.2622
-1.6122
-0.8389
1.3936
0.6499
2.2993
2.3879
3.0890
2.7378

-0.1627
-0.6068
0.3895
1.1529
1.7227
1.4983
2.4266
-2.4940
-0.4382
0.3160
1.2860
0.0709
-1.7895
-0.9437
-0.2987
-1.2880

39

36-OCH2
-0.3776  0.5936
-0.5434  1.8233
-0.3260  2.6931
-0.0474  0.6843
0.1337 -0.1851
-0.0150  2.0002
0.1999  2.4977
-1.0456  2.2874
0.3224  4.4922
-0.4050  4.1460
-0.1846  4.5706
-1.4050 4.4319
0.1929 -0.6634
-0.5232  -0.6475
-0.3306 -1.4721
-1.5327  -0.7190
-1.7178  2.7363
-1.9933  3.4703
-2.1975  3.0726
-2.0496  4.5567

mTZQoOIXNFEQEIEEREQ@ED~ZDazmaoZaz

SCF = -716.900777
ZPE = 0.161039

Hzgg = -716.725454
Gags = -716.780823

36-Cl1
-0.3757  0.6111
-0.5812  1.8471
-0.3204  2.6772
0.0162  0.6593
0.2333  -0.2240
0.0502  1.9650
0.3014  2.4406
-1.2250  2.4099
0.1714  4.4869
-0.4337  4.1253
-0.0824  4.5500
-1.4691  4.4033
0.2030 -0.6164
-0.5364 -0.5974
-0.4040 -1.4536
-1.5290 -0.6123
-1.9685  3.0599

AXIQZCZZQEZ—~TAQTZQZAQZ

SCF = -1062.784329
ZPE = 0.132219

Hags = -1062.641057
Gogs = -1062.689171

-0.1406
-0.6313
0.3570
1.1892
1.7909
1.5012
2.4269
-2.5703
-0.4872
0.2397
1.2115
-0.0689
-1.7112
-0.8963
-0.2209
-1.2870
-5.2374
-6.1497
-7.1495
-6.0152

-0.1371
-0.6087
0.4087
1.1813
1.7496
1.5266
2.4545
-2.6672
-0.5006
0.3238
1.2574
0.1547
-1.7253
-0.9311
-0.2793
-1.3681
-5.0422
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37 37-OCH2
-0.3371  0.5948  -0.1465 -0.3049 0.5726  -0.1569
-0.5420 1.8402 -0.5782 -0.5112  1.8080 -0.6209
-0.3325  2.6868  0.4312 -0.3299  2.6691  0.3839
0.0293 0.6493 1.1796 0.0315 0.6502  1.1758
0.0021  1.9559  1.5491 -0.0140 19619  1.5222
-1.0929  2.3666 -2.4785 -1.0263  2.2948  -2.5607
-0.1945 4.4406 -0.6757 -0.2042  4.3996 -0.7543
-0.4114  4.1535  0.3450 -0.4215 4.1312  0.2712
0.3335  4.5789  1.0050 0.31564  4.5774  0.9267
-1.4033 4.4821  0.6339 -1.4177  4.4572  0.5481
0.4392 -0.9065 -1.3928 0.5114 -0.9541 -1.3450
-0.5097  -0.6259 -0.9496 -0.4514 -0.6616 -0.9416
-0.8721 -1.4156 -0.3044 -0.8403 -1.4390 -0.2966
-1.2450 -0.4206 -1.7168 -1.1556 -0.4676 -1.7401
0.4255 -0.6047 1.9230 0.4187 -0.5861  1.9493
0.2011  2.6342  2.8843 0.1542  2.6635  2.8473
1.1542  -0.3261  2.9845 1.1252  -0.2853 3.0213
1.1520 -1.3795 1.1110 1.1659 -1.3746 1.1692
-0.6527 -1.2912  2.2932 -0.6622 -1.2735 2.3130
1.4052  3.1967  2.9504 1.3549  3.2334  2.9310
-0.7151  3.5980  3.0227 -0.7675  3.6271  2.9528
0.0576  1.7857  3.8818 -0.0060 1.8334  3.8590
-1.7565  2.7614 -5.1534
-1.8445 3.5027 -6.0978
-2.2630 3.1532 -7.0470
-1.5124  4.5453 -6.0416

mHEHHHHOQQEERQEREDQE~QQzaz

SCF = -1276.656978
ZPE = 0.142776

Hags = -1276.497869
Gags = -1276.557251

TmQoHHEHHHHMOQQEZDQEZEEQIE~QQZaz

SCF = -1391.205505
ZPE = 0.171617

H29s = -1391.013803
Gags = -1391.081337

40
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37-Cl1
-0.3177  0.6062
-0.5469  1.8461
-0.3471  2.6712
0.0399  0.6481
-0.0036  1.9512
-1.1586  2.4369
-0.4185  4.3794
-0.4545  4.1274
0.3793  4.5840
-1.3912 4.4612
0.4998 -0.9587
-0.4718  -0.5962
-0.9858 -1.3584
-1.0631 -0.3197
-1.8298  3.0844
0.4265 -0.5771
0.2146  2.5926
1.2506 -0.2832
1.0577  -1.4485
-0.6429 -1.1996
1.4688  3.0334
-0.5983  3.6464
-0.0436  1.7493

HoHHEH-QQQEIaOEZIQan—~aQzaz

SCF = -1737.104387
ZPE = 0.142643

Hags = -1736.943968
Gags = -1737.006809

38
0.0652  -0.9666
-0.4939 0.1254
-0.5380  1.0810
0.3903 -0.7021
0.0114  0.5844
-1.1755  0.3045
-2.1261  2.3633
-1.0783  2.4331
-0.5148  2.9408
-0.9727  2.9595
0.9460 -2.0614
0.2954 -2.2366
0.7699 -2.9171
-0.6576 -2.6408
1.0026  -1.6523
1.4973  -2.4417
0.1211  1.3425
0.1961  1.9799

zaozommaomEmT@maom—~QaQzaz

SCF = -786.851330
ZPE = 0.128989

Hags = -786.709148
Gags = -786.761709

-0.1407
-0.6005
0.4391
1.1878
1.5609
-2.7366
-0.7104
0.3415
0.8625
0.7727
-1.2757
-0.9606
-0.3860
-1.8237
-5.0758
1.9600
2.8979
2.9589
1.1630
2.4647
3.0344
3.0459
3.8906

-0.8718
-1.3960
-0.4658
0.4381
0.6932
-3.3112
-0.9155
-0.6436
-1.4192
0.2976
-2.4190
-1.5689
-0.8717
-1.8933
1.2892
1.9535
1.8830
2.8302

38-OCH2
0.0317  -0.9304
-0.4706  0.1983
-0.4808  1.1265
0.3516  -0.7182
0.0290  0.5766
-1.1264  0.4633
-2.0058  2.4866
-0.9592  2.5037
-0.3680  3.0048
-0.8406  3.0030
0.8772 -2.0223
0.2096 -2.1894
0.6418 -2.9120
-0.7572  -2.5370
0.9090 -1.7176
1.3592 -2.5462
0.1582  1.2969
0.2506  1.9050
-2.1345 0.8224
-1.9218  0.9600
-0.9031  0.9577
-2.7481  1.0925

TrTQozaozaompzmaoamzmmazm—~aazaz

SCF = -901.400859
ZPE = 0.157743

Hags = -901.225195
Gags = -901.288325

38-Cl1
0.0470  -0.9530
-0.4877  0.1417
-0.5024  1.0800
0.3702  -0.7097
0.0215  0.5825
-1.2154  0.3701
-1.3892  2.5411
-0.9934  2.4452
-0.1740  3.1416
-1.7733  2.6290
-0.0522  -2.1260
0.2608 -2.2344
1.3142  -2.4917
-0.3305  -2.9989
-1.9934 0.6198
0.9509 -1.6820
1.4204 -2.4917
0.1350  1.3467
0.2122  1.9926

ZaZaQ@mIaZNZram—~aaQzZaz

SCF = -1247.305783
ZPE = 0.128826

Hags = -1247.161204
Gogs = -1247.219814

-0.9157
-1.4236
-0.4629
0.4047
0.6896
-3.3574
-0.8955
-0.6110
-1.3699
0.3434
-2.4823
-1.6440
-0.9618
-1.9921
1.2372
1.8853
1.9009
2.8659
-5.8544
-7.0318
-7.4350
-7.7373

-0.8606
-1.4266
-0.4653
0.4534
0.7046
-3.6137
-1.6210
-0.6180
-0.4694
0.1141
-2.5550
-1.5244
-1.4758
-1.0302
-5.9777
1.3024
1.9620
1.8905
2.8328
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39
-0.3511  0.6089
-0.5504  1.8503
-0.3356  2.6912
0.0020  0.6550
0.0116  1.9661
-1.0963  2.3759
-0.7141  4.4708
-0.4362  4.1452
0.5248  4.5726
-1.1929  4.4598
0.4880 -1.1422
-0.4698 -0.6320
-1.2242  -1.2603
-0.7608  -0.4039
0.2895 -0.5754
1.1257  -1.1255
-0.5765 -1.2340
0.5464 -0.3120
0.3131  2.6254
1.1621  3.3006
0.5567  1.8762
-0.5419  3.1944

momomommo@mDomn@maommDTmaomn~QQzaz

SCF = -681.017685
ZPE = 0.188237

Hy9s = -680.818157
Gogs = -680.866167

39-Cl1
-0.3459  0.6156
-0.5512  1.8520
-0.3292 2.6738
0.0084  0.6505
0.0189 1.9571
-1.1439  2.4268
-0.7179  4.4101
-0.4354  4.1207
0.5214  4.5687
-1.1931  4.4564
0.4794 -1.1301
-0.4722  -0.6063
-1.2315 -1.2454
-0.7627 -0.3407
-1.8254  3.0868
0.2946  -0.5826
1.1287 -1.1354
-0.5705 -1.2433
0.5520  -0.3246
0.3205  2.6197
1.1669  3.2987
0.5662  1.8740
-0.5334  3.1917

DD oQN@DDaQErImamzmIEamn—QazZaz

SCF = -1141.442232

-0.1789
-0.6214
0.3903
1.1591
1.5175
-2.5273
-0.6216
0.3719
0.6394
1.0833
-0.9355
-0.9344
-0.4721
-1.9511
1.9381
1.5105
1.9672
2.9580
2.8128
2.7226
3.5577
3.1730

-0.1560
-0.6274
0.4063
1.1842
1.5411
-2.7144
-0.6417
0.3627
0.6157
1.0653
-0.9497
-0.9290
-0.4873
-1.9376
-5.1073
1.9609
1.5315
1.9867
2.9830
2.8356
2.7444
3.5845
3.1954

42

ZPE = 0.188456

Hagg = -1141.238470
Gags = -1141.295446

39-OCH2
N -0.3072 0.6437
C -04731 1.8952
N -0.26564 2.7114
C 0.0115 0.6580
C 0.0398 1.9621
I -09773 2.5141
H 03694 4.5449
C -0.3500 4.1665
H -0.1251 4.5621
H -1.3526 4.4627
H 03796 -1.2272
C -0.4619 -0.5719
H -1.3885 -1.0688
H -0.4805 -0.3116
C 0.2573 -0.5930
H 1.1523 -1.1018
H -0.5843 -1.2773
H 03950 -0.3638
C 03303 2.5728
H 1.2019 3.2229
H 05369 1.7909
H -0.5165 3.1513
O -1.6583 3.5416
C -1.9821 3.3926
H -21079 2.3946
H -2.1626 4.2550

SCF = -795.562972
ZPE = 0.217092

Hags = -795.328990
Gogs = -795.389396

-0.1974
-0.6240
0.4093
1.1499
1.5336
-2.5226
-0.3697
0.3490
1.3306
0.0576
-0.7879
-0.9838
-0.7120
-2.0343
1.9114
1.5572
1.8235
2.9621
2.8562
2.8090
3.5786
3.2203
-5.0463
-6.1946
-6.6307
-6.8456
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40
-0.1255 -1.0924
-0.5276  0.0759
-0.5492  0.9763
0.1216  -0.9313
-0.1331  0.3744
-1.0245 0.4504
-1.9113  2.4213
-0.9674  2.3701
-0.2112  2.9459
-1.0968  2.7451
1.0905 -2.6668
0.0486 -2.3718
-0.5715 -3.1144
-0.2493  -2.2566
0.5195 -1.9910
-0.0916  1.0464
1.1473  1.7500
1.9732  1.0437
1.0281  2.2216
1.3134  2.5010
0.4421 -1.9021
1.1858  -1.2026
0.6551  -2.8995
-0.5554 -1.5898

mmooom@mEDooomIaDmmam—~QQZazZ

SCF = -831.460468
ZPE = 0.198218

Hags = -831.247020
ngg == -831303711

-1.0275
-1.5378
-0.5626
0.3185
0.6221
-3.4875
-1.1991
-0.6680
-1.1928
0.3401
-1.6465
-1.7078
-1.2179
-2.7417
0.9991
1.7716
2.0234
2.0402
2.9901
1.2546
2.4372
2.8053
2.7960
2.7308

43

40-OCH2
-0.0342  -1.0604
-0.3729  0.1204
-0.4339 1.0130
0.1331  -0.9161
-0.1090  0.3936
-0.7167  0.4779
-1.6949  2.4982
-0.8020 2.4174
0.0106  2.9750
-1.0047  2.7917
0.9838 -2.2212
0.1415 -2.3117
0.3317  -3.0907
-0.7636 -2.5321
0.4661 -1.9782
-0.1190  1.0591
1.1277  1.7092
1.9220  0.9699
0.9680  2.1812
1.3733  2.4565
0.2070  -1.9056
0.8987 -1.2139
0.3688  -2.9080
-0.8187 -1.5913
-1.0865 0.8438
-1.6544  1.3643
-1.4002 1.1082
-2.4428  2.1097

mmoommEmaoEEmEmooomEaEEEmQOE~QQZQZ

SCF = -946.005653
ZPE = 0.226986

Hags = -945.758733
ngs = -945.825943

-1.0393
-1.5677
-0.5867
0.3223
0.6163
-3.5627
-1.3232
-0.7133
-1.1692
0.2830
-2.4487
-1.7706
-1.0438
-2.3261
1.0377
1.7727
2.1072
2.1707
3.0681
1.3561
2.4541
2.9241
2.8261
2.6226
-6.3234
-7.2466
-8.2810
-7.0890
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40-Cl1

N  -0.1267 -1.0973 -1.0034
C  -0.5265 0.0696 -1.5359
N  -0.5415 0.9482 -0.5320
C  0.1188 -0.9543 0.3439
C  -0.1343 0.3426  0.6547
I -1.0184 0.5233 -3.6722
H -1.7770 2.4087 -1.3296
C  -0.9412 2.3410 -0.6433
H -0.1190 2.9418 -1.0226
H -1.2371 2.6865 0.3412
H 1.0606 -2.6886 -1.6416
C  0.0304 -2.3547 -1.7143
H -0.6242 -3.1023 -1.2778
H -0.2349 -2.1817 -2.7499
Cl -1.5691 1.0770 -6.1244
O 05134 -2.0285 1.0315
O -0.0831 1.0162 1.8184
C 11292 1.7624  2.0064
H 19831 1.0878  2.0058
H 10368 22561 2.9664
H 12467 25013 1.2163
C 04602 -1.9019 2.4547
H 1.2036 -1.1872 2.7989
H 0.6813 -2.8863 2.8463
H -0.5312 -1.5797 2.7626

SCF = -1291.884366

ZPE = 0.198780

Haos = -1291.668355

Gags = -1291.729531

7.2 ONIOM(DFT:AM1)

1

H 27070 0.0652 -1.4701
C 21111 0.0702 -0.5443
C 0.6022 0.1084 1.8022
C 16752 -1.1259 0.0256
C 17911 1.2859  0.0612
C 1.0368 1.3059 1.2343
C 0.9209 -1.1086 1.1985
H 21356 2.2282 -0.3896
H 05730 -2.0483 1.6547
H 0.0072 0.1202 2.7271
I 21415 -2.9011 -0.8577
H 0.7850 2.2649 1.7109

SCF = -298.209657
ZPE = 0.092185

Hags = -298.110685
Gags = -298.149206

SCFprT = -529.366810

1-OCH2
3.1634  0.2445
2.3963  0.1776
0.4563  0.0339
1.9342  -1.0643
1.8869  1.3475
0.9166  1.2765
0.9648 -1.1369
2.2532  2.3256
0.5960 -2.1130
-0.3078  -0.0260
2.6801 -2.7759
0.5158  2.1992
3.3740  -5.2779
2.5985 -5.3242
2.6346 -6.1350
1.8217  -4.5575

oo gl N o NONONO RGN @R ==

SCF = -412.744075
ZPE = 0.120690

Hags = -412.611858
Gogs = -412.661536

-1.1641
-0.3771
1.6219
0.0582
0.1875
1.1870
1.0582
-0.1571
1.4100
2.4108
-0.7665
1.6321
-2.4174
-3.3298
-4.0698
-3.4612

SCFprr = -643.900132

1-Cl
2.7037  0.0319
2.1107  0.0414
0.6118  0.0899
1.6827 -1.1587
1.7935 1.2613
1.0425 1.2872
0.9324 -1.1267
2.1348  2.2025
0.5875 -2.0660
0.0198  0.1058
2.1613 -2.9903
2.8101 -5.4796
H 0.7914 2.2459

Q~IZ@mTaocaacaam

SCF = -758.510794
ZPE = 0.092694

H298 = -758.409030
Gagg = -758.452868

-1.4793
-0.5523
1.7924
0.0136
0.0469
1.2217
1.1882
-0.4061
1.6466
2.7181
-0.8930
-2.1303
1.6951

SCFprr = -989.658309



Supporting Information

7 STRUCTURES

2
0.3612  0.1815
0.2210  0.1546
-0.1391  0.1087
0.3386  -1.0448
-0.0764  1.3361
-0.2570  1.3153
0.1585  -1.0677
-0.1686  2.2820
0.2492  -2.0108
-0.2807  0.0894
0.7763  -2.7659
-0.5594  2.5178
-0.8066  3.5015

zaoODIZDEZHOOQQOQOQOE

SCF = -298.158261
ZPE = 0.092015

H298 = -298.057835
Gogs = -298.100145

0.0655
1.1579
3.9295
1.8601
1.8357
3.2258
3.2430
1.2805
3.8053
5.0210
0.8640
3.9215
4.4911

SCFprT = -621.636546

2-Cl1
H 0.3809 0.1575
C 02342 0.1340
C -0.1395 0.0900
C 0.3480 -1.0715
C -0.0639 1.3173
C -0.2526  1.2996
C 0.1593 -1.0833
H -0.1518 2.2637
H 0.2463 -2.0281
H -0.2868 0.0726
I 08014 -2.8562
Cl 14014 -5.2194
C -0.5565 2.5007
N -0.8057 3.4858

SCF = -758.468777
ZPE = 0.092468

Haos = -758.365624
Gags = -758.413108

0.0628
1.1538
3.9171
1.8460
1.8260
3.2159
3.2278
1.2732
3.7866
5.0066
0.8140
-0.5554
3.9097
4.4788

SCFprT = -1081.941106

45

2-OCH2
0.2964 0.0426
0.1777  0.0663
-0.1280  0.1500
0.2861 -1.1041
-0.0830 1.2824
-0.2366  1.3267
0.1330 -1.0610
-0.1680  2.2047
0.2165 -1.9805
-0.2483  0.1815
0.6691  -2.8819
-0.5022  2.5645
-0.7195  3.5776
1.2956  -5.2809
1.4776  -4.9252
1.7165  -5.6447
1.4124  -3.8652

ToDaoozZza-IZI@DmIEZaoaoaacaa=

SCF = -412.693021
ZPE = 0.120593

Hags = -412.559321
Gogs = -412.612335

0.1035
1.1983
3.9746
1.9493
1.8278
3.2206
3.3350
1.2332
3.9364
5.0682
1.0231
3.8675
4.3967
-0.7495
-1.8794
-2.6739
-2.1637

SCFprr = -736.170734

3
0.3765  0.1688
0.2310  0.1401
-0.1423  0.0864
0.3391  -1.0609
-0.0631  1.3247
-0.2486  1.2912
0.1526  -1.0867
-0.1487  2.2761
0.2358 -2.0317
-0.2900 0.0683
0.7727  -2.7822
-0.5620  2.5500
-0.6495  3.5746
-0.7189  2.5075

oozZz~mITIZOOOQOQOQQQOmE

SCF = -298.201890
ZPE = 0.096843

H29s = -298.095783
Gogg = -298.140278

0.0554
1.1477
3.9241
1.8491
1.8209
3.2118
3.2313
1.2679
3.7927
5.0178
0.8517
3.9411
3.3196
5.1316

SCFprr = -733.925893
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3-Cl
0.3777  0.1400
0.2344  0.1185
-0.1309  0.0710
0.3518  -1.0859
-0.0629  1.3047
-0.2460 1.2778
0.1674 -1.0977
-0.1544  2.2532
0.2574  -2.0426
-0.2755  0.0566
0.8062 -2.8798
1.3961 -5.2125
-0.5619  2.5280
-0.6598  3.5613
-0.7186  2.5022

ocoozaQ~IOEZ@Tmaoaacacaandm™

SCF = -758.519561
ZPE = 0.097397

Hy9s = -758.410676
Gogs = -758.460165

0.0513
1.1432
3.9150
1.8374
1.8079
3.2020
3.2202
1.2552
3.7789
5.0069
0.8007
-0.5505
3.9238
3.3101
5.1191

SCFprT = -1194.231674

3-OCH2
0.3020  0.0600
0.1812  0.0723
-0.1297  0.1236
0.2933 -1.1044
-0.0858  1.2837
-0.2404  1.3030
0.1379  -1.0767
-0.1747  2.2153
0.2245 -2.0019
-0.2527  0.1467
0.6866 -2.8715
-0.5251  2.5905
-0.6171  3.5929
-0.6554  2.5942
1.3127  -5.2637
1.4804  -4.9556
1.7194  -5.7064
1.4013  -3.9095

TTQOoOoOoOZ~ITDEHODOQOQOOQOOQOM

SCF = -412.737030
ZPE = 0.125403

Hags = -412.597652
Gags = -412.652834

0.0979
1.1932
3.9764
1.9341
1.8282
3.2234
3.3201
1.2432
3.9132
5.0729
0.9912
3.9124
3.2557
5.1070
-0.7527
-1.8990
-2.6638
-2.2277

SCFprT = -848.460234

46

4
0.3829  0.1684
0.2317  0.1405
-0.1583  0.0980
0.3367 -1.0610
-0.0672  1.3199
-0.2634  1.3092
0.1406 -1.0816
-0.1501  2.2653
0.2194 -2.0249
-0.3133  0.0764
0.7768  -2.7830
-0.5638  2.5652
-1.1734  2.3647
0.3902  3.0586
-1.1266  3.2782

afesguNoRoNarfias B NO RO NONONO RGN =)

SCF = -298.222046
ZPE = 0.119817

Haogs = -298.094484
Gags = -298.135163

0.0619
1.1524
3.9124
1.8523
1.8323
3.2184
3.2327
1.2756
3.7955
5.0014
0.8596
3.9425
4.8576
4.2586
3.2913

SCFprr = -568.690196

4-OCH2
1.2008  0.5190
0.7773  0.3650
-0.2973  0.0044
0.7519  -0.9073
0.2658  1.4555
-0.2752  1.2849
0.2143 -1.0858
0.2876  2.4570
0.1902 -2.0854
-0.7210 -0.1424
1.5022  -2.5031
-0.8035  2.4461
-1.6206  2.1348
0.0152  2.9104
-1.2072  3.2232
2.0833 -4.9360
1.0753 -5.1652
1.0160  -5.9949
0.1718  -4.5544

o NopguinloN gl NONONONORONO N ==

SCF = -412.756430
ZPE = 0.148444

Hags = -412.594667
Gagg = -412.648138

0.2009
1.2057
3.7519
1.7760
1.9070
3.1868
3.0502
1.4519
3.5118
4.7566
0.7495
3.9385
4.6349
4.5449
3.2437
-1.0457
-1.6517
-2.3690
-1.5132

SCFprr = -683.223408
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4-Cl
H 0.3987 0.1463
C 0.2447  0.1200
C -0.1519 0.0804
C 03525 -1.0865
C -0.0584 1.3015
C -0.2586 1.2919
C 0.1515 -1.0964
H -0.1421 2.2468
H 02313 -2.0403
H -0.3095 0.0603
I 08091 -2.8607
Cl 1.4282 -5.2741
C -0.5647 2.5462
H -1.2059 2.3466
H 03823 3.0281
H -1.0987 3.2720

SCF = -758.522679
ZPE = 0.120404

Haos = -758.391356
Gogs = -758.439307

0.0577
1.1473
3.8998
1.8371
1.8229
3.2077
3.2164
1.2679
3.7771
4.9876
0.8141
-0.5800
3.9322
4.8258
4.2842
3.2707

SCFprT = -1028.980422

5
H 1.3418 0.0839
C 0.7604 0.0881
C -0.7142 0.1306
C 03612 -1.1112
C 04322 1.3075
C -0.3084 1.3610
C -0.3762 -1.0788
H 07656 2.2297
H -0.7038 -2.0161
H -1.2995 0.1099
I 08458 -2.8880
N -0.5707 2.5836
C -1.5774  2.5996
C -0.4197 3.7887
H -2.5594 2.1826
H -1.7424  3.6499
H -1.2197 1.9860
H -1.0179 3.7649
H -0.7450 4.6751
H 06649 3.9220

SCF = -298.196608
ZPE = 0.165330

Hags = -298.020104
Gogs = -298.068257

0.2356
1.1718
3.53561
1.7585
1.7512
2.9592
2.9404
1.2530
3.4186
4.4662
0.8970
3.5972
4.6263
2.8240
4.2716
4.9838
5.4967
1.8724
3.4294
2.5635

SCFprT = -663.361130

47

5-Cl
H 1.3507 0.0669
C 0.7811 0.0723
C -0.6553 0.1238
C 03777 -1.1297
C 04766  1.2958
C -0.2484 1.3489
C -0.3383 -1.0867
H 08178  2.2158
H -0.6682 -2.0233
H -1.2237 0.1021
I 08271 -2.9590
Cl 1.4284 -5.4569
N -0.4947 2.5885
C -1.5863 2.5850
C -0.4415 3.7606
H -2.5404 2.1711
H -1.7813 3.6289
H -1.2905 1.9605
H -1.0816 3.6749
H -0.7715 4.6618
H 06226 3.9231

SCF = -758.494911
ZPE = 0.165938

Haos = -758.316544
Gags = -758.367624

0.2438
1.1866
3.5644
1.7605
1.7781
2.9897
2.9531
1.2828
3.4298
4.5049
0.8435
-0.4214
3.6474
4.5923
2.8060
4.1655
4.9538
5.4772
1.8859
3.3867
2.4871

SCFprr = -1123.648206

5-OCH2
H 1.8257 0.2469
C 1.1238 0.1974
C -0.6520 0.1048
C 0.7104 -1.0357
C 0.6611 1.3836
C -0.2351 1.3684
C -0.1776 -1.0700
H 1.0122 2.3340
H -0.5172 -2.0348
H -1.3533 0.0304
I 13949 -2.7666
N -0.6400 2.5598
C -1.7775  2.4986
C -0.4539 3.7900
H -2.6803 2.0474
H -2.0418 3.5291
H -1.5113 1.8767
H -0.9210 3.7610
H -0.9013 4.6436
H 0.6469 3.9836
O 1.9507 -5.2971
C 11272 -5.2928
H 1.0897 -6.0899
H 03778 -4.4920

0.4635
1.3117
3.4553
1.8116
1.8681
2.9663
2.8848
1.4401
3.2954
4.2994
0.9838
3.5910
4.4717
2.8664
3.9763
4.8273
5.3686
1.8441
3.4402
2.7531
-0.7067
-1.5769
-2.3319
-1.6536
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SCF = -412.730775
ZPE = 0.193863

Hags = -412.521016
Gogs = -412.580146

SCFprr = -777.894035

6
0.2857  0.1587
0.2078  0.0974
0.0079  -0.0473
0.3693 -1.1273
-0.0530  1.2533
-0.1529  1.1767
0.2692 -1.1956
-0.1824  2.2236
0.3949 -2.1564
-0.0681 -0.1172
0.7511  -2.8102
-0.4133  2.3766
-0.5215  2.3344
0.4366  1.9892
-1.3658  1.6730
-0.7307  3.3990

afasgNoRON =Rl HONO RO RO RO N @R ==

SCF = -298.270610
ZPE = 0.125501

Hy9s = -298.135708
Gogs = -298.180042

0.0551
1.1524
3.9418
1.8061
1.8780
3.2814
3.1935
1.3782
3.7176
5.0354
0.7277
3.9100
5.3285
5.7867
5.6399
5.6041

SCFprT = -643.920346

6-Cl
0.3094  0.1409
0.2215 0.0795
-0.0040 -0.0618
0.3670 -1.1504
-0.0347  1.2415
-0.1463  1.1623
0.2526 -1.2102
-0.1500 2.2124
0.3647 -2.1735
-0.0900 -0.1328
0.7570  -2.8902
1.2920 -5.2601
-0.4018  2.3723
-0.5146  2.3147
0.4370  1.9527
-1.3651  1.6571
-0.7142  3.3756

DD mQo~mEmIEaaaaaam

SCF = -758.571690
ZPE = 0.125959

0.0494
1.1454
3.9264
1.7879
1.8684
3.2668
3.1733
1.3696
3.6947
5.0181
0.6805
-0.8115
3.9018
5.3147
5.7755
5.6195
5.6105

Hay9s = -758.434000
Gogs = -758.483720

SCFprr = -1104.210462

6-OCH2
0.5006  0.0096
0.3598  -0.0145
0.0018  -0.0625
0.4903 -1.2149
0.0521  1.1644
-0.1270  1.1363
0.3112 -1.2342
-0.0533  2.1156
0.4122  -2.1733
-0.1359 -0.0949
0.9466  -2.9357
-0.4294  2.3561
-0.6068  2.3643
0.3289  2.0406
-1.4634 1.7102
-0.8329  3.4372
1.4803  -5.2645
1.1922  -4.8904
1.2934  -5.5499
0.8159 -3.8733

mmoommEmaoo~OmEmEHQQOHm

SCF = -412.804967
ZPE = 0.154049

Hags = -412.636809
Gagg = -412.691965

0.1118
1.2040
3.9795
1.9073
1.8716
3.2684
3.2881
1.3313
3.8521
5.0688
0.9140
3.8384
5.2505
5.7676
5.5439
5.4772
-1.0226
-2.1238
-2.9963
-2.3041

SCFprr = -758.453408

7
1.6591  0.2626
0.8649 -0.0446
-1.1411 -0.7883
0.2924 -1.3111
0.4364 0.8514
-0.5694  0.4911
-0.7134 -1.6809
0.9002  1.8479
-1.1752  -2.6792
-1.9344 -1.0837
0.9169  -2.6200
-1.1832  1.4727
-0.3069  2.9821
-0.7216  3.6176
-0.4618  3.5013
0.7866  2.8541

afurgaNORONE RN O NORONONON @R ==

SCF = -298.211365

1.3352
2.0339
3.8172
1.9456
3.0126
3.9140
2.8412
3.0676
2.7830
4.5218
0.5191
5.1451
5.0421
5.8605
4.0699
5.2050
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ZPE = 0.120117
= -298.081030
= -298.127331

Hsgs
Gags

SCFprT = -966.884040

DD QuwiO~Om@mIEZaoaoaaaaam

1.5897
0.8334
-1.0750
0.3058
0.4153
-0.5421
-0.6514
0.8462
-1.0806
-1.8301
0.9429
1.8110
-1.1442
-0.3144
-0.7079
-0.5203
0.7880

7-Cl
0.3082
-0.0251
-0.8355
-1.3111
0.8567
0.4581
-1.7079
1.8675
-2.7205
-1.1572
-2.6313
-4.4062
1.4247
2.9593
3.5894
3.4661
2.8557

SCF = -758.513716
ZPE = 0.120573

= -758.380575
= -758.432353

Hos
Gags

1.2602
1.9874
3.8396
1.9061
2.9850
3.9189
2.8404
3.0293
2.7928
4.5722
0.4004
-1.6370
5.1862
5.0487
5.8795
4.0794
5.1622

SCFprr = -1427.176716

sl oRORRufNOROR R R RO NONONONO RO ==!

7-OCH2
2.1668  0.3032
1.2541  -0.0224
-1.0527 -0.8145
0.7390 -1.3007
0.6183  0.8614
-0.5403  0.4764
-0.4176  -1.6944
1.0404 1.8672
-0.8350 -2.7031
-1.9643 -1.1293
1.6694 -2.5927
-1.4115  1.4424
-0.5611  2.9680
-1.1439  3.5927
-0.5258  3.4887
0.4794  2.8589
2.6120 -4.4503
1.7707  -4.4285
1.8770  -5.0151
0.8607 -3.8210

1.7430
2.2669
3.6110
2.0652
3.1383
3.8188
2.7419
3.2851
2.5949
4.1430
0.7914
4.9000
4.9777
5.6960
3.9946
5.3579
-1.4709
-2.3239
-3.2465
-2.2164

49

SCF = -412.745798
ZPE = 0.148666

Hags = -412.582208
Gogs = -412.639237

SCFprr = -1081.417402

8
0.3563  0.1234
0.2209  0.1047
-0.1298  0.0839
0.3496 -1.0869
-0.0821  1.2903
-0.2552  1.2752
0.1733  -1.0988
-0.1892  2.2336
0.2708  -2.0355
-0.2743  0.0798
0.7975 -2.8144
-0.5666  2.5727
-1.3128  2.4147
0.5474  3.2599
-1.2701  3.4935

HHHOQ~DODEODTZDOQOOQOOQOQQQm

SCF = -298.457059
ZPE = 0.098471

Hzgg == -298.348157
Gagg = -298.395478

0.0446
1.1378
3.9103
1.8516
1.8079
3.1932
3.2354
1.2488
3.8071
5.0026
0.8703
3.9305
5.0730
4.3500
3.1926

SCFprr = -866.533486

8-Cl
0.5588  0.1416
0.3375  0.1077
-0.2264  0.0413
0.3576  -1.1108
0.0389  1.2911
-0.2432  1.2551
0.0742  -1.1348
0.0224  2.2532
0.0860 -2.0891
-0.4493  0.0183
0.8131  -2.8990
1.4137 -5.2584
-0.5663  2.5509
-0.8307  2.4351
0.4283  3.5020
-1.6667  3.2217

HHoHQQ~ODEOEHocaaHm

SCF = -758.768629
ZPE = 0.098922

Hzgg = -758.657907
Gogs = -758.708172

0.0776
1.1554
3.8865
1.8347
1.8278
3.1966
3.1999
1.2952
3.7486
4.9636
0.8050
-0.5574
3.9160
5.2610
3.8667
3.4308
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SCFprT = -1326.834632

8-OCH2
1.2059 0.6812  0.1616
0.7821  0.4758  1.1576
-0.2952 -0.0182  3.6877
0.7469 -0.8246 1.6612
0.2792 15333  1.9158
-0.2584 1.2816  3.1795
0.2094 -1.0713 2.9246
0.3008  2.5614  1.5206
0.1786  -2.0943  3.3322
-0.7248  -0.2084  4.6842
1.4841 -2.3677 0.5470
-0.7939 24366  4.0175
-1.8179  2.0976  4.8686
0.1439 3.0176  4.8374
-1.2967  3.4866  3.2880
2.0920 -4.7861 -1.2015
1.0700 -5.3022 -1.5561
1.0722  -6.1915 -2.2003
0.0916 -4.9049 -1.2499

=N ONORC RSN NN Nl NO RO NONO RO N@ R ==

SCF = -412.991987
ZPE = 0.127049

Hags = -412.849811

Gags = -412.907688

SCFprr = -981.067573

9

H 03571 0.1762 0.0665
C  0.2187 0.1497 1.1590
C  -0.1379 0.1155 3.9263
C  0.3364 -1.0487 1.8619
C  -0.0767 1.3327 1.8364
C  -0.2554 1.3177 3.2227
C 01577 -1.0649 3.2446
H -0.1669 2.2731 1.2702
H 02475 -2.0050 3.8117
H -0.2766 0.0900 5.0186
I 0.7708 -2.7728 0.8701
Br -0.6511 2.9041 4.1351

SCF = -298.201250
ZPE = 0.082152

Hags = -298.110892
Gags = -298.153694

SCFprT = -3102.868053

50

CmaoP~mEmaaacaacaadm

9-OCH2

0.2808  0.0131
0.
-0.1039  0.1657
0.2899 -1.1158
-0.0809  1.2695
-0.2202  1.3311
0.
-0.1705  2.1804
0.2399 -1.9652
-0.2118  0.2008
0.6629  -2.9042
-0.5618  2.9710
1.2858 -5.3124
1.4753 -4.9361
1.7160 -5.6414
1.4152  -3.8708

1737 0.0467

1507  -1.0544

SCF = -412.735844

ZPE =
Hzos =
Gogg =

0.110712
-412.612220
-412.665732

0.0890
1.1846
3.9578
1.9456
1.8052
3.1947
3.3316
1.1929
3.9449
5.0533
1.0366
4.0315
-0.7426
-1.8645
-2.6712
-2.1295

SCFprT = -3217.401665

afesga-NoNoNONONON@ R =)

ZQ~
s

9-Cl

0.3472  0.1462
0.2162  0.1239
-0.1205  0.0962
0.3482  -1.0773
-0.0819  1.3093
-0.2505  1.2948
0.1778 -1.0811
-0.1823  2.2480
0.2781 -2.0204
-0.2516  0.0745
0.7999  -2.8607
1.4029 -5.2415
-0.6521  2.8871

SCF = -758.507980

ZPE =
H298 =
G298 =

0.082618
-758.414869
-758.462828

0.0583
1.1513
3.9159
1.8460
1.8237
3.2103
3.2293
1.2592
3.7949
5.0077
0.8191
-0.5563
4.1261

SCFprr = -3563.165498
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10
0.2302 -0.0236  1.1290
-0.1343  0.0056  3.9259
0.1332  -1.2276  1.8397
0.1452  1.1950  1.8160
-0.0369 1.2148  3.2135
-0.0489 -1.2183  3.2373
0.4929 -0.0442 -0.8930
0.2167 -2.4784 1.1652
0.2828 -3.5093 0.6306
-0.1464 -2.4444  3.9507
-0.2261 -3.4474  4.5343
-0.3182  0.0203  5.3357
-0.4687 0.0324  6.4889
-0.1222  2.4556  3.9027
-0.1920 3.4707  4.4663
0.2410 24314 1.1172
0.3172  3.4509  0.5624

zaoaZzaoazaoazaoazao~QaoooaoaaA

SCF = -297.921711
ZPE = 0.091260

Hogs = -297.815310
ngs = -297.872398

SCFprT = -990.666874

10-OCH2
0.1880 -0.2798  1.0150
-0.1104  0.0497  3.8015
0.1059 -1.3999 1.8528
0.1203  1.0048  1.5711
-0.0287  1.1756  2.9620
-0.0431 -1.2408  3.2455
0.4072  -0.5140 -1.0065
0.1716 -2.7164 1.3153
0.2234 -3.7991 0.8934
-0.1250 -2.3832  4.0883
-0.1918  -3.3178  4.7774
-0.2601  0.2156  5.2057
-0.3824 0.3511  6.3543
-0.0959 24834  3.5163
-0.1509  3.5532  3.9693
0.2014  2.1581  0.7402
0.2663  3.1087  0.0730
0.7416  -0.4353 -3.9295
0.8362  0.6666 -4.3955
0.9597  0.8199 -5.4753
0.8024 1.5612 -3.7574

TDaQoZazazazaozao—~aoaoaoaaa

SCF = -412.458489
ZPE = 0.119931

Hags = -412.318809
Gogs = -412.385944

SCFprT = -1105.206170

o1

10-Cl1
0.2223  -0.0230
-0.1293  0.0052
0.1360 -1.2211
0.1323  1.1893
-0.0430  1.2137
-0.0393 -1.2174
0.4916 -0.0449
0.8134 -0.0728
0.2234 -2.4764
0.2927  -3.5109
-0.1262  -2.4409
-0.1970 -3.4427
-0.3064  0.0194
-0.4514  0.0310
-0.1337  2.4515
-0.2076  3.4649
0.2159  2.4310
0.2821  3.4544

ZAaZazazZzZazaQ~aoaoaaaa

SCF = -758.258714
ZPE = 0.091450

H298 = -758.149849
Gagg = -758.212015

1.1129
3.9193
1.8305
1.8058
3.2040
3.2290
-1.0556
-3.6817
1.1634
0.6358
3.9504
4.5377
5.3295
6.4839
3.9003
4.4670
1.1132
0.5641

SCFprr = -1451.005251

11
0.2210 -0.0255
-0.1340  0.0095
0.1084 -1.2274
0.1553  1.1939
-0.0215  1.2209
-0.0687 -1.2195
0.4754 -0.0502
0.1636  -2.4293
-0.1742  -2.3852
-0.3018  0.0260
-0.0815  2.4029
0.2568  2.3804

Sl e RN NONONONONO NS

SCF = -298.537913
ZPE = 0.054924

Hags = -298.472221
Gogs = -298.520070

1.1280
3.9567
1.8504
1.8264
3.2360
3.2602
-0.9002
1.2376
3.9316
5.2932
3.8841
1.1899

SCFprr = -1025.692933



Supporting Information

7 STRUCTURES

11-1
0.0050  0.0028
0.0214  0.0404
0.0369 -1.2146
-0.0187  1.2459
-0.0104  1.2632
0.0447 -1.1883
0.0751 -3.0852
0.0746 -2.3251
0.0296  0.0429
-0.0325  2.4386
-0.0492  2.4103
-0.0046  0.0527
0.1350  -5.7988

=000 00a0

SCF = -596.341954

11-F
0.0137  -0.0097
0.0141  0.0356
0.0379 -1.2244
-0.0105  1.2372
-0.0103  1.2571
0.0379 -1.1927
0.0752  -3.1867
0.0605 -2.3309
0.0145  0.0440
-0.0332  2.4357
-0.0338  2.4030
0.0121  0.0360
0.1104 -5.0258

SRS Ec RS RSO N_NONONONONONS!

SCF = -398.514757

11-OCH2
0.0009 -0.2122
-0.0006 -0.0678
0.0003  -1.4051
0.0008  1.0542
0.0001  1.1274
-0.0005 -1.3255
-0.0011  -2.4334
-0.0013 -0.0164
-0.0000  2.3240
0.0014  2.1848
0.0016  -0.2226
0.0005 -3.2266
-0.0006 -5.6161
-0.0006 -5.3077
-0.0008 -6.0674
-0.0001  -4.2532

==RNoNOR NN RO RO RO NoNoNoNONONe!

SCF = -413.073851
ZPE = 0.083486

1.1018
3.9112
1.7942
1.7929
3.2051
3.1947
0.7286
3.9279
5.2642
3.8745
1.1044
-0.2503
-0.8160

1.1026
3.9089
1.7938
1.7874
3.1998
3.1912
0.6800
3.9268
5.2633
3.8676
1.0981
-0.2520
-0.3661

1.0880
3.8991
1.8331
1.7316
3.1438
3.2371
4.0089
5.2476
3.7630
0.9947
-0.2630
0.8887
-0.8860
-2.0451
-2.8376
-2.3560

52

Hags = -412.974904
Gogs = -413.033287

SCFprr = -1140.229171

11-OMe
0.0200 0.0863 1.1730
0.0125 0.1150  3.9812
0.0737 -1.1274 1.8606
-0.0389 1.3284  1.8648
-0.0427 1.3391  3.2777
0.0704 -1.1082  3.2566
0.1597 -3.1256  0.7055
0.1217 -2.2519 3.9814
0.0094 0.1170  5.3355
-0.0990 2.5129  3.9520
-0.0914  2.4974 1.1832
0.0212 0.1356  -0.1813
0.2397 -4.9791 -0.3887
0.2996 -4.7297 -1.7649
0.3393 -5.6822 -2.3037
1.1898  -4.1457 -2.0436
-0.5785 -4.1728 -2.1252

asiias e @EON NSNS R RN NONONONONONO)

SCF = -413.755121

11-Cl
0.2202 -0.0258 1.1146
-0.1305 0.0103  3.9441
0.1052 -1.2201  1.8365
0.1591  1.1867  1.8126
-0.0155 1.2198  3.2239
-0.0701  -1.2173  3.2482
0.4880 -0.0534 -1.0409
0.1552  -2.4273 1.2271
-0.1791  -2.3830  3.9267
-0.2968  0.0273  5.2868
-0.0718  2.4025  3.8790
0.2630 2.3780  1.1792
0.8192 -0.0878 -3.7174

QmMmmEE—-QaaaaQa

SCF = -758.861198
ZPE = 0.055317

H298 = -758.792845
Gagg = -758.845810

SCFprT = -1486.007125
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11-Br
C 0.0090 0.0025
C 0.0183 0.0387
C 0.0390 -1.2152
C -0.0167 1.2454
C -0.0120 1.2618
C 0.0435 -1.1895
I 0.0776 -3.0925
F  0.0718 -2.3269
F  0.0230 0.0407
F  -0.0363 2.4370
F  -0.0456 2.4103
F  0.0029 0.0531
Br 0.1298 -5.6079

SCF = -2872.771349

11-DMF
0.1021  0.5897
0.7032  0.0260
0.2564 -0.7503
0.2445  1.6532
0.5464  1.3706
0.5568  -1.0239
0.7176  -2.2881
0.9916 -0.2622
0.6832  2.3728
0.0913  2.9310
-0.1864 0.9191
0.0460 -2.2762
-0.2743  -4.3518
-0.4691 -4.8034
-0.5134 -5.8853
-0.6486 -4.0830
-0.6243 -2.6361
0.1753 -2.2631
-0.4559 -2.3105
-1.5744  -2.2406
-0.8712  -4.7101
-0.0873  -4.4278
-1.8329 -4.4035
-0.8669 -5.7899

ToDETCToEEEDQZzEQOoO~"MHdmHmH QOO

SCF = -547.118039

1.1017
3.9109
1.7932
1.7932
3.2054
3.1936
0.7223
3.9262
5.2641
3.8754
1.1054
-0.2505
-0.7128

2.2624
4.9532
2.6603
3.1936
4.5457
4.0065
4.4531
6.2399
5.4365
2.7864
0.9842
1.3020
-0.7002
-1.8148
-1.9928
-2.9303
-2.8993
-3.5386
-1.8802
-3.2568
-4.2122
-4.9146
-4.6230
-4.0961
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11-NH3
0.1941  -0.0258
-0.1500  0.0115
0.0926 -1.2257
0.1225  1.1927
-0.0488  1.2220
-0.0790 -1.2177
0.4437 -0.0526
0.1537  -2.4292
-0.1737  -2.3835
-0.3125  0.0291
-0.1146  2.4052
0.2130  2.3798
0.8050 -0.0898
1.7736  0.0584
0.2567  0.6365
0.5164 -0.9769

IS zEmHEEE Qa0

SCF = -355.116908

12
0.5693 -0.2860
-0.0132  0.5855
0.2448 -1.2126
0.5963  1.0858
0.3078  1.5406
-0.0497 -0.7951
0.9925 -0.9187
-0.5145 -2.1477
0.3540  3.5208
-0.2925 1.0031
0.2154  -2.5299
0.9053  1.9846

mHE~=—=0O000000

SCF = -298.334535
ZPE = 0.049589

Hags = -298.272699
Gags = -298.326041

1.2946
4.1256
2.0200
1.9918
3.4023
3.4308
-0.7509
1.4095
4.1046
5.4635
4.0487
1.3533
-3.6813
-3.9237
-4.1179
-4.0669

1.0722
3.6886
2.0840
1.3967
2.7009
3.3992
-0.8276
4.8396
3.1450
4.9424
1.7871
0.4372

SCFprr = -1421.292715



Supporting Information

7 STRUCTURES

12-Cl
0.5716  -0.2895
-0.0103  0.5799
0.2530 -1.2105
0.5943  1.0739
0.3060  1.5336
-0.0426 -0.7977
1.0205 -0.9590
1.5799 -1.7892
-0.5021 -2.1521
0.3457  3.5155
-0.2903  0.9982
0.2253 -2.5315
0.8994  1.9810

HEE—-—~Q~0aaaaan

SCF = -758.655377
ZPE = 0.049953

H298 = -758.590908
Gogs = -758.649262

1.0564
3.6760
2.0639
1.3816
2.6890
3.3853
-0.9619
-3.4703
4.8290
3.1363
4.9361
1.7731
0.4252

SCFprT = -1881.604887

12-OCH2
0.5368  -0.5229
0.0105  0.6385
0.2492 -1.3293
0.5553  0.8764
0.2946  1.4767
-0.0168 -0.7661
0.9204 -1.3675
-0.4286 -1.9481
0.3274  3.4951
-0.2418  1.1954
0.2273  -2.6723
0.8291 1.6624
1.5027  -2.1390
1.6140 -1.1703
1.8322  -1.2616
1.5017  -0.1554

=R NoNORSESEC RN R NoNoNoNONON®!

SCF = -412.870241
ZPE = 0.078203

Hzgs = -412.775130
Gogs = -412.838694

1.0044
3.5188
2.1240
1.1699
2.4199
3.3905
-0.8274
4.9885
2.6319
4.7237
1.9816
0.1050
-3.6568
-4.3549
-5.4270
-3.9473

SCFprpT = -1535.828454

13
C -0.0011 -0.0039
I -0.0036 -0.0155
Br -0.9271 -1.5552
Br 1.8093 -0.0258
Br -0.8834 1.5793

1.1746
-0.9088
1.7853
1.7735
1.7679

SCF = -298.229816
ZPE = 0.007377

Hoos = -298.214634
Gogs = -298.258103

SCFprT = -8058.043593

13-OCH2
C -0.0323 0.0505 0.8972
I -0.3423 -0.3572 -1.1311
Br -0.6157 -1.4562 1.9066
r 1.8295 0.3599 1.1654
r -1.0426 1.6003 1.3558
O -0.5366 -0.5836 -4.0344
C 0.0566 0.2906 -4.6034
H 0.0806 0.3420 -5.6995
H 05965 1.0702 -4.0474

SCF = -412.766459
ZPE = 0.036067

H298 - -412.717982
Gogs = -412.771823

SCFprT = -8172.579952

13-Cl
C 0.0001 -0.0038 1.2004
I -0.0021 -0.0162 -1.0386
Cl -0.0049 -0.0320 -3.6872
Br -0.9230 -1.5585 1.7525
Br 1.8113 -0.0215 1.7418
Br -0.8870 1.5782 1.7340

SCF = -758.560771
ZPE = 0.007756

Haygs = -758.542955
Goags = -758.591471

SCFprr = -8518.359490

14
C -0.0002 -0.0021  1.1050
I 0.0067 -0.0209 -1.1104
F -0.6351 -1.0775 1.6591
F 12498 -0.0061 1.6563
F -0.6204 1.0905 1.6416

SCF = -298.484337
ZPE = 0.015056

Hags = -298.463463
Gogs = -298.499694
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SCFprT = -635.398480

C -0.0003
I 0.0004
Cl 0.0011
F  -0.6289
F o 1.2427
F -0.6151

14-Cl1

-0.0030
-0.0195
-0.0379
-1.0715
-0.0069

1.0815

SCF = -758.829510
ZPE = 0.015511

Haoos = -758.805884
ngs = -758.847707

1.0876
-1.2984
-3.9037

1.6776

1.6708

1.6626

SCFprT = -1095.708736

14-OCH2
C -0.0100 0.0673
I 0.0107 -0.4309
F  -0.6590 -0.8539
F 1.2353 0.1748
F -0.6220 1.2566
O 0.0302 -0.7437
C 0.0149 0.2845
H 0.0194 0.2850
H -0.0042 1.2580

SCF = -413.022156
ZPE = 0.043875

Hags = -412.967951
Gags = -413.014456

0.8482
-1.3187
1.6217
1.4020
1.1337
-4.1438
-4.7642
-5.8613
-4.2546

SCFprT = -749.934921

0.0034
0.0134
-0.7162
-0.1986
-1.7720
-0.7339
1.4356
1.9783
1.4559
1.9786
-0.7158
-0.1978
-0.7335
-1.7716

DD QEOmIEZTZaEETma~Q

15
-0.0003
0.0013
-1.2428
-2.1655
-1.2566
-1.2656
-0.0009
-0.9093
-0.0017
0.9078
1.2417
2.1648
1.2630
1.2565

SCF = -298.284931

1.1367
-1.0002
1.6068
1.2489
1.2426
2.7255
1.6176
1.2599
2.7365
1.2612
1.6086
1.2520
2.7274
1.2444

ZPE = 0.121410
H29s = -298.155468
Gags = -298.195549

SCFprr = -455.547289

15-Cl
C -0.0002 -0.0043
I 0.0013 -0.0170
Cl 0.0026 -0.0321
C -0.7156 -1.2394
H -0.2001 -2.1621
H -1.7708 -1.2543
H -0.7388 -1.2735
C 1.4291 -0.0019
H 19682 -0.9113
H 14750 0.0048
H 19687 0.9028
C -0.7150 1.2367
H -0.1985 2.1548
H -0.7391 1.2836
H -1.7699 1.2482

SCF = -758.582173
ZPE = 0.121955
= -758.449872

H298
G298

= -758

.495598

1.1045
-1.0922
-3.9512

1.5834

1.2222

1.2173

2.7028

1.5774

1.2168

2.6965

1.2059

1.5687

1.1973

2.6876

1.2015

SCFprr = -915.828865

mEmoommmaommmaomEmEmHa—-Q

15-OCH2
0.0829 -0.0768
0.3560 -0.4705
-0.7548  -1.1882
-0.2483  -2.1766
-1.7575  -1.2359
-0.9100 -1.0053
1.4426  -0.0333
1.9753 -1.0080
1.3259  0.1696
2.0734 0.7776
-0.6201  1.2522
-0.0134  2.0778
-0.7731  1.4792
-1.6214  1.2327
0.4528  -0.5758
-0.1452  0.3866
-0.2590 0.5934
-0.6030  1.0997

SCF = -412.818976
ZPE = 0.150022
Hags = -412.656220
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0.9341
-1.1513
1.5218
1.4036
1.0322
2.6149
1.5912
1.4736
2.6854
1.1531
1.0813
0.6367
2.1663
0.5869
-4.2280
-4.6169
-5.6897
-3.9167
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ngg == -412707286

SCFprT = -570.079022

16
C -0.0009 -0.0047
I 0.0022 -0.0155
C -0.6939 -1.2013
N -1.2494 -2.1605
C 1.3829 -0.0028
N 24922 -0.0014
C -0.6934 1.1965
N -1.2489 2.1593

SCF = -298.081194
ZPE = 0.036847

Ha9s = -298.036006
Gogs = -298.078294

1.1487
-0.9905
1.5864
1.9331
1.5832
1.9274
1.5742
1.9111

SCFprT = -614.325092

16-OCH2
-0.0124  -0.0530
0.0138  -0.4486
-0.7017  -1.1572
-1.2550 -2.0451
1.3662  0.0399
24732  0.1131
-0.7178  1.1987
-1.2840  2.2024
0.0455 -0.6563
0.0347  0.3835
0.0499  0.4061
0.0090  1.3469

TTDQoZazaza~QAQ

SCF = -412.618891
ZPE = 0.065594

Hags = -412.540404
Gogs = -412.592872

1.0135
-1.1011
1.6509
2.1555
1.4514
1.7957
1.2064
1.3527
-3.9571
-4.5576
-5.6545
-4.0293

SCFprT = -728.866201
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17
0.1000 -1.3425
-0.5936 -0.4282
0.0669 -0.3798
-1.8203 0.2731
1.1553  -0.9079
-2.5999  0.3918
-2.0137  0.8468
-2.1095 1.9584
-2.9550  0.4347
-0.7753  0.4197
-0.1828  1.2944
-1.0293 -0.2279

TEQETZTOQOOoO0o OOz~

SCF = -298.329738
ZPE = 0.083516

Hags = -298.238072
Gags = -298.279903

-1.5377
0.0608
1.3103
0.1179
1.5442

-0.8289
1.5186
1.4515
1.9587
2.3003
2.6655
3.1753

SCFprr = -657.796458

17-OCH2
0.5716 -1.3705
-0.3514  -0.4507
0.0917  -0.4373
-1.5477  0.2866
1.1103  -0.9999
-2.1570  0.4427
-1.9584  0.8501
-2.0094  1.9649
-2.9715  0.4625
-0.8811  0.3749
-0.3337  1.2259
-1.2963 -0.2761
1.5412  -2.5115
0.8263 -2.1969
1.0301  -2.5350
-0.0555 -1.5602

mmoomEmaoETEQooOQzZ—~

SCF = -412.866946
ZPE = 0.112317

Hags = -412.741957
ngs = -412.794006

-1.3921
0.0949
1.4368

-0.0393
1.8431

-1.1007
1.3183
1.2552
1.5878
2.2880
2.7629
3.0962

-3.8892

-4.8010

-5.8250

-4.6414

SCFprr = -772.336582

18
-0.0013  0.0233
0.0014 -0.0615
0.0053  0.9324
-0.0011  -1.1803
0.0006 -1.1680
-0.0050 -2.1862

TmaQEm Q-

-0.7813
1.2457
1.7086
1.9548
3.0556
1.5116
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SCF = -298.222735
ZPE = 0.041935

Hags = -298.176102
Gags = -298.208243

SCFprT = -375.662870

18-OCH2
-0.5297 -0.4380 -1.1388
-0.2678 -0.0764  0.8435
-0.5481  0.9447  1.1278
0.1862 -0.9594 1.7201
0.3067 -0.7097  2.7854
0.4711 -1.9884 1.4592
-0.5741 -0.5222  -4.2295
0.0991 0.3931 -4.6097
0.25566  0.5816 -5.6804
0.5861 1.0795 -3.9024

TTQoOTXEKEQE@mQaQ-—

SCF = -412.756915
ZPE = 0.070518

Hags = -412.677020
Gags = -412.721223

SCFprT = -490.196061

18-Cl
I -0.0028 -0.0070 -0.8890
Cl -0.0065 0.1280 -3.8085
C 0.0001 -0.0680 1.1837
H 0.0019 09276 1.6412
C -0.0001 -1.1678 1.9201
H 0.0016 -1.1497 3.0198
H -0.0018 -2.1786 1.4911

SCF = -758.519104
ZPE = 0.042505

Haos = -758.469706
Gags = -758.507775

SCFprT = -835.951521

19
I -0.0020 -0.0380 -0.7952
C 0.0012 -0.0538 1.2284
H 0.0049 0.9497 1.6733
C -0.0009 -1.1669 1.9629
H -0.0046 -2.1823 1.5225
C 0.0016 -1.1448 3.3836
N 0.0036 -1.1464 4.5474

SCF = -298.174073

ZPE = 0.042404
Hags = -298.125475
Gags = -298.162012

SCFprr = -467.931598

19-Cl
I -0.0026 -0.0409 -0.9034
Cl -0.0077 0.0140 -3.7193
C 0.0004 -0.0487 1.1879
H 0.0023 09524 1.6331
C -0.0000 -1.1526 1.9337
H -0.0020 -2.1647 1.4908
C 0.0020 -1.1443 3.3542
N 0.0037 -1.1516 4.5197

SCF = -758.484335
ZPE = 0.042775

Hags = -758.433145
G298 = -758.475021

SCFprr = -928.238968

19-OCH2
0.0642 -0.5938 -1.0907
0.0570 -0.2042  0.8998
0.1240 0.8648  1.1389
-0.0205 -1.1455 1.8411
-0.0878 -2.2258  1.6106
-0.0231 -0.8410 3.2292
-0.0266 -0.6101  4.3699
0.0462 -0.7046 -4.1320
-0.0260 0.3985  -4.5953
-0.0461  0.5624 -5.6809
-0.0747  1.2880 -3.9509

TmaooZamama~

SCF = -412.709024
ZPE = 0.070972

Hags = -412.627162
G298 = -412.675150

SCFprr = -582.466512
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-0.4608 -0.5466
-1.6900 -0.1580

20

I -0.0308 0.0495
C -0.2858 -0.1050
H -0.6655 0.8101
C 0.0008 -1.2275
H 03655 -2.1353
N -0.0363 -1.3780
C -0.2466 -2.7093
H 03304 -3.4500
H -1.3323 -3.0010
H 01262 -2.7513
C -0.5951 -0.3120
H -0.0497 0.6409
H

H

SCF = -298.220109
ZPE = 0.115689

Hags = -298.095510
Gogs = -298.138501

-0.8142
1.1808
1.6418
1.8667
1.3400
3.2503
3.7603
3.1468
3.7513
4.8182
4.0400
3.8060
5.1286
3.8358

SCFprT = -509.663285

20-Cl1
I -0.0649 -0.0175
Cl 0.2504 0.2316
C -0.3160 -0.1781
H -0.8491 0.6691
C 01334 -1.2128
H 0.6623 -2.0574
N 0.0943 -1.3683
C -0.3105 -2.6835
H 0.2551 -3.4601
H -1.4111 -2.8749
H -0.0619 -2.7917
C -0.5321 -0.2997
H -0.0354 0.6678
H -0.3904 -0.4820
H -1.6340 -0.2039

SCF = -758.513967
ZPE = 0.116291

Ha2gs = -758.386651
Gogs = -758.434580

-0.8934
-3.7862
1.1551
1.5951
1.8719
1.3862
3.2815
3.7202
3.1422
3.5895
4.8091
4.0201
3.7456
5.1180
3.8155

SCFprr = -969.948081

58

20-OCH2
I 04602 -0.5664
C -0.0313 -0.4058
H -0.4431 0.5700
C 0.1519 -1.4083
H 05576 -2.3869
N -0.0472 -1.3448
C -0.3543 -2.5809
H 02690 -3.4122
H -1.4393 -2.8594
H -0.1093 -2.4663
C -0.6694 -0.1675
H -0.0807 0.7357
H -0.6645 -0.2310
H -1.7306 -0.0426
O 0.8116 -0.3041
C 01421 0.6415
H 0.0713 0.9795
H -0.4270 1.2075

SCF = -412.754100
ZPE = 0.144227

H298 = -412.597182
Gagg = -412.648691

-1.0755
0.8779
1.1467
1.7571
1.4221
3.1346
3.8087
3.3862
3.7133
4.8981
3.6813
3.3683
4.8011
3.3312

-4.1613

-4.4659

-5.5088

-3.7147

SCFprr = -624.196068

21

0.0000
0.0000
0.0000
0.0000

0.0000
0.0000
0.0000
0.0000

ama-

SCF = -298.165728

21-Cl1
I 0.0190 -0.0519
Cl 0.3138 -0.1478
C -0.1863 0.0138
H -0.4182 0.0909
C -0.3096 0.0548

SCF = -758.468762

21-OCH2
I -0.0686 -0.5766
C -0.1887 -0.0389
H -0.3284 0.5845
C -0.2629 0.2917
O 0.1654 -0.8892
C 03102 0.1926
H 04157 0.3144
H 0.3429 1.1041

-0.4893
1.4367
3.6966
2.6344

-0.8000
-3.6673
1.1802
3.4248
2.3734

-0.9739
0.8774
3.0447
2.0261

-4.0138

-4.5093

-5.5956

-3.8951
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SCF = -412.700609

ZOoaoaw-

SCF

TDmQQoZaaaH

SCF

Z000Q —~

SCF

Z Q-

SCF

TTQOoZQ+

0.0000
0.0000
0.0000
0.0000
0.0000

= -298.

22

0.0000
0.0000
0.0000
0.0000
0.0000

113787

22-OCH2

-0.0419
-0.1986
-0.2968
-0.4092
-0.5050
0.2255
0.2947
0.4005
0.2547

= -412.

0.0181
0.3057
-0.1907
-0.3141
-0.4538
-0.5734

= -T758.

0.0000
0.0000
0.0000

-0.6348
-0.2067
0.0562
0.3571
0.6130
-0.8192
0.2544
0.3488
1.1842

649548

22-Cl
-0.0522
-0.1412
0.0129
0.0536
0.1008
0.1416

432728

23

0.0000
0.0000
0.0000

= -298.201375

23-OCH2

-0.0079
-0.1683
-0.2638
0.2410
0.2897
0.3849
0.2406

-0.3881
0.1691
0.5005

-0.8343
0.1726
0.1432
1.1628

-1.2158
0.7090
1.9077
3.2774
4.4420

-0.8901
0.9866
2.1523
3.4836
4.6159
-3.8864
-4.4162
-5.5049
-3.8306

-0.7995
-3.5556
1.2062
2.4039
3.7619
4.9215

-0.4861
1.4545
2.6164

-0.8722
0.9871
2.0968

-3.8165
-4.4663
-5.5597
-3.9906

SCF = -412.737472

23-Cl1
I 0.0311 -0.0427 -0.7502
Cl 0.2922 -0.1497 -3.5164
C -0.1901 0.0211  1.2668
N -0.3301 0.0532  2.4227

SCF = -758.520209

59

24
5.0016  2.0773  0.3070
3.5760 -0.3178 -0.1484
3.5944  2.0868  0.3098
5.7035 0.8665  0.0754
4.9822 -0.3334 -0.1527
2.9004 0.8889  0.0818
1.4273  0.8976  0.0836
-1.4274  0.8976  0.0835
0.7114  1.1269 -1.1085
0.7114 0.6726  1.2765
-0.7115  0.6726  1.2765
-0.7114  1.1269 -1.1086
-2.9004 0.8889  0.0816
-5.7036  0.8665  0.0750
-3.5944  2.0867  0.3096
-3.5760 -0.3178 -0.1486
-4.9822 -0.3335 -0.1530
-5.0017  2.0773  0.3067
-2.5190 -2.0389 -0.4744
2.5190 -2.0389 -0.4742
-7.0527 0.8564  0.0716
-5.6869 -1.4636 -0.3694
-5.7265  3.1955  0.5193
-1.3538  1.3495 -2.2751
1.3539  1.3496 -2.2750
1.3538  0.4511  2.4432
-1.3539 0.4511  2.4431
5.7264  3.1956  0.5196
7.0526  0.8565  0.0721
5.6869 -1.4635 -0.3690
2.5737  3.8089  0.6391
-2.5738  3.8088  0.6390

—~—=THHHEHHHETHH"EH=,0O000000000000000000

SCF = -596.949790
ZPE = 0.152745

Hags = -596.767572
Gogs = -596.856199

SCFprr = -2875.447998



Supporting Information

7 STRUCTURES

24-OCH2
-1.0573  0.4505
1.0624 -0.4204
-1.1470 -0.7895
0.0949  1.2612
1.1565  0.8182
-0.0864 -1.2072
-0.1621  -2.5016
-0.1031  -4.9635
0.3421 -3.6712
-0.6952 -2.5813
-0.6658 -3.8089
0.3716  -4.8989
0.0331  -6.2035
0.3291  -8.5488
-0.9946 -7.1566
1.2049 -6.3951
1.3566  -7.5702
-0.8474 -8.3356
2.6662 -4.9562
2.5751 -1.0972
0.4705 -9.6789
2.4603 -7.8105
-1.7996  -9.2919
0.8825  -5.9891
0.8262 -3.6519
-1.2255 -1.4959
-1.1696 -3.8333
-2.0434  0.9097
0.1811  2.4502
2.2356  1.6185
4.5971  -2.5072
5.6706 -2.2091
6.2032 -2.8749
6.1554 -1.2609
-2.6679 -6.8296
-2.7846 -1.9661

lol==R==RoRONo R R Rl RsRoloES NN NoNoNoNoNoNoNololoRoNo Yo NoNoNoNo RO NS

SCF = -711.489539
ZPE = 0.181398

H298 == -711.274027
Gogs = -711.372390

1.5931
3.2441
2.2531
1.7570
2.5877
3.0689
3.7679
5.2080
3.1644
5.0701
5.7883
3.8826
5.9914
7.4944
5.9767
6.7395
7.4944
6.7314
6.7133
4.4523
8.2181
8.2332
6.7596
3.2714
1.9040
5.6736
7.0408
0.7939
1.1246
2.7175
6.3828
6.8319
7.5233
6.5663
4.8779
2.0341

SCFprT = -2989.986608

60

24-Cl
-0.9124  0.4310
0.9986 -0.4454
-1.0614  -0.8237
0.1938  1.2541
1.1481  0.8065
-0.1035 -1.2421
-0.2386 -2.5532
-0.2311  -5.0249
0.3715  -3.6976
-0.9178  -2.6723
-0.9141  -3.9036
0.3752  -4.9289
-0.0879  -6.2482
0.2250 -8.5536
-1.0413 -7.2724
1.0172  -6.3460
1.1747  -7.5020
-0.8844 -8.4316
2.3930 -4.7567
2.3821 -1.1572
0.3735  -9.6696
2.2161 -7.6620
-1.7669 -9.4569
0.9923  -5.9925
0.9851  -3.6496
-1.5684 -1.6192
-1.5611 -3.9622
-1.7996  0.8952
0.3348  2.4604
2.1863  1.6247
4.0935 -2.4139
-2.6379 -2.0202
-2.6224  -7.0741

el SRS RS ESESESESESESESEE N Yo Yo No Ro Ro Ro Xo Xo Xo Xo Xo Xo Xo Xo Xo Xo o Ko

SCF = -1057.300085
ZPE = 0.153406

Hags = -1057.115179
Gags = -1057.207364

1.5629
3.4544
2.1791
1.8897
2.8401
3.1148
3.7723
5.2011
3.2209
5.0012
5.7130
3.9326
6.0089
7.5604
5.9077
6.8654
7.6437
6.6874
6.9504
4.8700
8.3091
8.4897
6.6380
3.3721
2.0178
5.5435
6.8980
0.6519
1.2954
3.1208
6.8426
1.7281
4.6502

SCFprr = -3335.784617



Supporting Information

7 STRUCTURES

25
0.3111  -1.3475 0.3028
-0.3253 1.3943  0.0419
1.3533 -0.3944 0.2461
-1.0439 -0.9530 0.2233
-1.3492 0.4216  0.1008
1.0218  0.9740  0.1230
2.7611 -0.8226  0.2887
5.4433 -1.6422  0.3577
3.4192  -1.1200 -0.9154
3.4164 -0.9259  1.5235
4.7611 -1.3367 1.5629
4.7643 -1.5312 -0.8829
-2.1182  -1.9591  0.2418
-4.1659 -3.8768  0.2638
-2.6807 -2.3497  1.4648
-2.5579  -2.5080 -0.9735
-3.5847 -3.4697 -0.9646
-3.7077  -3.3108  1.4807
-0.6556  2.8188  -0.1269
-1.2829  5.5327 -0.4614
-0.7638  3.3435 -1.4248
-0.8550  3.6224  1.0041
-1.1695 4.9837  0.8412
-1.0783  4.7043  -1.5946
24228 -0.4806  3.2546
24345 -0.9561 -2.6819
-1.7164 -1.9158 -2.7223
-2.0115 -1.5273  3.2137
-0.4686  2.1456  -3.0357
-0.6901  2.8193  2.8779
0.6149 -2.6564 0.4265
-2.6392 0.8110  0.0306
2.0078  1.8938  0.0740
-4.0499 -4.0333 -2.0992
-5.1508 -4.7989  0.2740
-4.2862 -3.7246  2.6274
5.4423 -1.4545 2.7218
6.7331  -2.0367  0.3904
5.4503 -1.8309 -2.0058
-1.5844 6.8379  -0.6227
-1.3718  5.8048  1.8928
-1.1959  5.2665 -2.8158

sl ES RS RO RS RSESE S s oo NeoNoNoNoNoNoNolo o Ro oo NoNoNoNoRolo o o N N NONO!

SCF = -895.242974
ZPE = 0.200306

Ha9s = -895.003398
Gogs = -895.112389

SCFprT = -3899.228083

61
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25-OCH2
0.3116  -1.3518
-0.3214  1.3925
1.3550  -0.3996
-1.0428  -0.9550
-1.3462  0.4203
1.0252  0.9697
2.7624  -0.8281
5.4448  -1.6410
3.4328 -1.1272
3.4041  -0.9285
4.7501 -1.3361
4.7774  -1.5344
-2.1196 -1.9584
-4.1755 -3.8654
-2.6779 -2.3342
-2.5657 -2.5177
-3.5965 -3.4733
-3.7097  -3.2907
-0.6506  2.8193
-1.2775  5.5350
-0.7624  3.3567
-0.8458  3.6112
-1.1603  4.9743
-1.0765 4.7168
2.3938  -0.4897
2.4433  -0.9693
-1.7091 -1.9384
-1.9975 -1.5026
-0.4627  2.1406
-0.6742  2.7908
0.6138 -2.6617
-2.6358 0.8114
2.0127 1.8884
-4.0671  -4.0440
-5.1655 -4.7821
-4.2870 -3.6926
5.4220 -1.4514
6.7357 -2.0314
5.4729 -1.8339
-1.5792  6.8420
-1.3594  5.7879
-1.1967  5.2867
0.1337  -0.1806
0.1331  -0.0568
0.3831 -0.8976
-0.1176  0.9018

SCF = -1009.783774
ZPE = 0.228868

Haz9s = -1009.510931
Gags = -1009.629515

0.2884
0.0442
0.2393
0.2128
0.0940
0.1205
0.2936
0.3888
-0.9019
1.5374
1.5871
-0.8583
0.2411
0.2877
1.4725
-0.9657
-0.9463
1.4978
-0.1092
-0.4190
-1.4004
1.0323
0.8785
-1.5602
3.2411
-2.6871
-2.7325
3.1933
-3.0214
2.8797
0.4068
0.0233
0.0752
-2.0754
0.3108
2.6499
2.7522
0.4352
-1.9757
-0.5669
1.9372
-2.7780
-5.0720
-6.2678
-6.9275
-6.7409

SCFprT = -4013.768691



Supporting Information

7 STRUCTURES

25-Cl
0.3080 -1.3434
-0.3254  1.3990
1.3520 -0.3923
-1.0467 -0.9486
-1.3493  0.4265
1.0208  0.9761
2.7601 -0.8243

5.4379 -1.6466
3.3884 -1.1123
3.4407  -0.9384
4.7849  -1.3510
4.7296  -1.5244

-2.1211  -1.9560
-4.1633 -3.8728
-2.7033  -2.3640
-2.5372  -2.4847
-3.5601  -3.4449
-3.7285  -3.3262

-0.6535  2.8206
-1.2787  5.5215
-0.7543  3.3123

-0.8577  3.6492
-1.1716  5.0051

-1.0676  4.6650
2.4878  -0.5106
2.2994 -0.9134

-1.6150 -1.8192
-2.0668 -1.5691
-0.4334  2.0091

-0.6996  2.8906
0.1450 -0.4076
0.6106 -2.6536
-2.6402  0.8180

2.0086  1.8961
-4.0053  -3.9920
-5.1490 -4.7978
-4.3297  -3.7613

SRR RS RSN R RS RSSO RTEE RN o Ro Yo Yo o o Ro o Ro No o o lo Ro Yo o Jo o Ro o Ro No o Xo!

5.4960 -1.4802
6.7303  -2.0432
5.3907 -1.8163
-1.5808  6.8253
-1.3802  5.8552
-1.1794  5.1990

SCF = -1355.609226
ZPE = 0.201077

Haos = -1355.366949
Gaos = -1355.478894

0.3493
0.0906
0.2944
0.2711
0.1480
0.1710
0.3042
0.3065
-0.9170
1.5264
1.5286
-0.9168
0.2570
0.2139
1.4672
-0.9744
-0.9969
1.4465
-0.1112
-0.5120
-1.4216
1.0031
0.8029
-1.6233
3.2666
-2.6753
-2.7128
3.2228
-3.0077
2.8790
-4.7720
0.4767
0.0818
0.1268
-2.1494
0.1955
2.5780
2.6725
0.3101
-2.0585
-0.7031
1.8347
-2.8595

SCFprT = -4359.578252

62

-0.6522  2.2795
-0.4591  1.6167
-0.5508  -0.5398
-0.6899  3.3806
-0.3456  2.2085
H -0.5098 -1.6396
H -0.2554 -0.2880
I -0.9768 -0.7590

26

H -1.4213 0.8653
C -1.3263 1.5915
C -1.0858 3.4721
C -1.1283 1.2088
C -1.4055 2.9668
C -1.2861 3.8911
C -1.0028 2.1081
H -1.5633 3.3078
H -1.3501 49714
H -0.9936 4.2167
C -0.7974 1.5436
C -0.4082 0.2248
C -0.7400 0.1422
C

C

C

H

H

SCF = -298.415956
ZPE = 0.163593

Haogs = -298.241681
Ggs = -298.288620

-2.0911
-1.2679
0.8242
0.0438
-1.5327
-0.4958
1.1177
-2.5700
-0.7160
1.6313
2.4414
4.8976
2.5447
3.6207
4.8378
3.7302
3.5921
5.7633
3.7831
5.8624
0.6891

SCFprr = -759.580057

26-Cl1
H -1.4241 0.8356
C -1.3294 1.5870
C -1.0848 3.4549
C -1.1311 1.1897
C -1.4067 2.9599
C -1.2850 3.8805
C -1.0040 2.0890
H -1.5640 3.3023
H -1.3469 4.9591
H -0.9907 4.1938
C -0.7977 1.5268
C -0.4099 0.2277
C -0.7446 0.1276
C -0.6532 2.2765
C -0.4600 1.6197
C -0.5538 -0.5301
H -0.6908 3.3752
H -0.3465 2.2102
H -0.5136 -1.6284
H -0.2572 -0.2793
I -0.9896 -0.8030
Cl -1.3297 -1.4737

SCF = -758.885828

-2.0838
-1.2688
0.8228
0.0395
-1.5322
-0.4929
1.1113
-2.5662
-0.7079
1.6323
2.4390
4.8848
2.5170
3.6100
4.8273
3.7161
3.5790
5.7494
3.7669
5.8493
0.6209
-1.8792
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ZPE = 0.165123
Hags = -758.708118
Gogs = -758.759292

SCFprT = -1220.035764

26-OCH2
-1.3706  1.2495
-1.2892 1.9252
-1.0808  3.6463
-1.1019  1.4474
-1.3741  3.3162
-1.2706  4.1612
-0.9925  2.2652
-1.5234  3.7318
-1.3387  5.2543
-1.0012  4.3300
-0.7969  1.6045
-0.4246  0.1092
-0.7326  0.1997
-0.6685  2.2522
-0.4835 1.5011
-0.5507  -0.5644
-0.7127  3.3519
-0.3833  2.0220
-0.5034 -1.6646
-0.2784 -0.4740
-0.9458 -0.5629
-1.2789 -1.0610
-1.3654 -1.8208
-1.2973  -2.9046
-1.5156 -1.4438

N oNOR_NurfiaBarfs N O NORONONONOR=:R== R HO NO NGO NO NGO RO ==

SCF = -412.970080
ZPE = 0.192848

Hags = -412.762046
ngg == -412818737

-2.1291
-1.2593
0.9684
0.0218
-1.4225
-0.3194
1.1609
-2.4328
-0.4583
1.8289
2.4412
4.7929
2.4334
3.6727
4.8386
3.5694
3.7270
5.8067
3.5401
5.7174
0.5140
-2.2147
-3.1470
-3.0117
-4.1626

SCFprr = -874.129826
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27
-0.0076  0.1485 0.1287
-0.0141  0.1263 1.2314
-0.0288  0.1051  4.0588
-0.0446 -1.0466 1.9573
0.0093 1.3323 1.9511
0.0005 1.3100 3.3450
-0.0519 -1.1065 3.3629
0.0395 2.2944  1.4063
-0.0283  0.1208  5.1636
-0.0826 -2.4238 3.9765
-0.1477  -5.0736  4.9353
-0.1057 -3.5381 3.1180
-0.0912 -2.6708 5.3520
-0.1225 -3.9924 5.8151
-0.1389 -4.8484 3.5490
-0.0787 -1.8353 6.0749
-0.1583 -5.7065 2.8563
-0.1795 -6.1096 5.3215
-0.0839 -2.9498 1.1260
0.0064 2.6351 4.1239
-0.1119  -4.2494 7.3305
0.6285  3.6601 3.4614
0.6375  2.5538 5.3381
-1.2530  3.0978  4.4047
-0.7258 -3.2629 8.0578
-0.7390 -5.4111 7.6961
1.1534  -4.3429 7.8498

SRR ESESES NN NN R NoNoNoNoNoRoR="R--NoNoNOoNONON@R=*

SCF = -298.885603
ZPE = 0.175897

Hoos = -298.691503
Gogs = -298.755467

SCFprr = -1433.891570
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27-OCH2
-0.0217  0.5538  0.2457
-0.0329 0.4560  1.3438
-0.0592  0.2413  4.1606
-0.0438 -0.7680 1.9822
-0.0361  1.6100  2.1428
-0.0503 14926  3.5320
-0.0561 -0.9181  3.3808
-0.0224  2.6075  1.6664
-0.0632  0.1803  5.2633
-0.0643 -2.2755  3.9012
-0.0763 -4.9869 4.6713
-0.0594 -3.3272  2.9663
-0.0766 -2.6186  5.2553
-0.0836 -3.9701 5.6245
-0.0640 -4.6645 3.3044
-0.0754 -1.8362  6.0348
-0.0584 -5.4643  2.5410
-0.0751 -6.0471  4.9838
-0.0424 -2.6079 1.0188
-0.0735 2.7605  4.3983
-0.1167 -4.3318  7.1168
0.5375  3.8392  3.8146
0.5469  2.6094  5.6116
-1.3425  3.1852  4.6974
0.5154 -3.4171 7.9189
-1.3888 -4.4276  7.6195
0.4749 -5.5332 7.4070
-0.0447 -5.2704  0.2551
-0.0433 -6.1078 -0.6143
-0.0465 -7.1719 -0.3623
-0.0387 -5.8340 -1.6737
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SCF = -413.441921
ZPE = 0.205224

Hags = -413.214041
Gogg = -413.287442

SCFprT = -1548.444242

64

27-Cl
-0.0006 0.1301  0.1422
-0.0140  0.1141  1.2427
-0.0463  0.1007  4.0580
-0.0336 -1.0728 1.9478
-0.0110  1.3218 1.9516
-0.0277  1.3047  3.3470
-0.0491 -1.1036 3.3495
0.0091 2.2829 14121
-0.0537  0.1156  5.1596
-0.0672  -2.4250 3.9614
-0.1012  -5.0658 4.9336
-0.0685 -3.5368  3.1027
-0.0832 -2.6636 5.3395
-0.1000 -3.9796 5.8099
-0.0851 -4.8435 3.5516
-0.0823 -1.8221 6.0517
-0.0856 -5.6956 2.8348
-0.1147  -6.0962 5.3254
-0.0428 -3.0248 1.0848
-0.0612 -5.5524 0.5337
-0.0430 2.6236 4.1154
-0.1177  -4.2529  7.3141
0.5878  3.6613  3.4743
0.5586  2.5693  5.3489
-1.3042  3.1027  4.3754
-0.1173  -3.1304 8.1039
-1.2126  -4.9671 7.7345
0.9572  -4.9838 7.7570

SEGECEC G ReoloRein RN NoNoNo o Ro No X R--RoNo Xo Jo No Xo X ==

SCF = -759.375172
ZPE = 0.177445

Hags = -759.178549
Gogs = -759.244264

SCFprr = -1894.365498



Supporting Information

7 STRUCTURES

28
-0.1661  0.1586
-0.1295 0.1381
-0.0354 0.1123
-0.1252  -1.0366
-0.0851  1.3433
-0.0385  1.3270
-0.0792  -1.0965
-0.0872  2.3018
0.0017  0.1208
-0.0809 -2.4158
-0.0937 -5.0703
-0.1277  -3.5276
-0.0398 -2.6634
-0.0464 -3.9902
-0.1353  -4.8391
-0.0022  -1.8265
-0.1725  -5.6942
-0.0985 -6.1082
-0.1846 -2.9371
0.0065  2.5525
0.0434  3.5555
-0.0046 -4.2310
0.0295 -4.4294

oW Aol Nl loNoNoloNoNo"R:-NoNoNoNOo RO RO ==

SCF = -298.292728
ZPE = 0.163367

Hags = -298.115340
Gags = -298.169660

0.1478
1.2500
4.0763
1.9746
1.9654
3.3655
3.3792
1.4163
5.1790
3.9919
4.9436
3.1313
5.3653
5.8346
3.5612
6.0833
2.8656
5.3215
1.1423
4.0854
4.6731
7.2354
8.3810

SCFprr = -944.089744
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28-OCH2
-0.1384  0.6025
-0.1092  0.4919
-0.0340  0.2363
-0.1091 -0.7413
-0.0703  1.6349
-0.0330  1.5048
-0.0724  -0.9098
-0.0693  2.6348
-0.0043  0.1540
-0.0777  -2.2754
-0.0960 -4.9998
-0.1189  -3.3119
-0.0452 -2.6363
-0.0545 -3.9978
-0.1291 -4.6542
-0.0123  -1.8623
-0.1620 -5.4406
-0.1031 -6.0648
-0.1619 -2.5656
0.0065  2.6675
0.0388  3.6192
-0.0209 -4.3536
0.0063 -4.6461
-0.2185 -5.2211
-0.2489  -6.0503
-0.2587  -7.1167
-0.2675 -5.7671

ol oN ol deolHdol _N=N:-h-NoNoNoNoNoNoh"R--NoNoNoNONON@N==

SCF = -412.848506
ZPE = 0.192636

Hogs = -412.637374
Gogs = -412.701254

0.3032
1.3998
4.2128
2.0210
2.2101
3.6044
3.4169
1.7418
5.3123
3.9183
4.6460
2.9680
5.2662
5.6234
3.2873
6.0513
2.5110
4.9362
1.0326
4.4223
5.0901
7.0000
8.1253
0.2242
-0.6520
-0.4098
-1.7088

SCFprr = -1058.643188



Supporting Information

7 STRUCTURES

28-Cl
-0.1616  0.1447  0.1625
-0.1268  0.1272  1.2625
-0.0375 0.1040 4.0770
-0.1222  -1.0619 1.9640
-0.0860 1.3331 1.9712
-0.0415 1.3182 3.3717
-0.0783 -1.0967 3.3649
-0.0889  2.2915  1.4287
-0.0023 0.1092 5.1770
-0.0791 -2.4206 3.9734
-0.0894 -5.0685 4.9349
-0.1230 -3.5290 3.1112
-0.0396 -2.6637 5.3487
-0.0448 -3.9860 5.8226
-0.1291 -4.8369  3.5557
-0.0043 -1.8245 6.0606
-0.1647 -5.6845 2.8341
-0.0934 -6.1031 5.3131
-0.1774  -3.0091 1.0971
-0.2322  -5.5386  0.5358
0.0004  2.5445 4.0910
0.0347  3.5478  4.6786
-0.0040 -4.2232 7.2250
0.0293 -4.4180 8.3713

zaZaoaQ~D@DOHDaoaoaoaoaaoazzZmaoaoaoaaamd

SCF = -758.778606
ZPE = 0.164725

Hags = -758.597942
ngg == -758656451

SCFprT = -1404.569743

66

29
0.0289  0.1470 0.1602
-0.0468  0.1224  1.2598
-0.2408  0.0622 4.0724
-0.0411 -1.0675 1.9668
-0.1512 1.3121 1.9648
-0.2510  1.3207  3.3890
-0.1366 -1.1270  3.3688
-0.1553  2.2556  1.3958
-0.3161  0.0280 5.1702
-0.1175  -2.4577  3.9720
-0.0591 -5.1208 4.8806
-0.0061 -3.5488 3.0915
-0.2005 -2.7147 5.3311
-0.1732  -4.0579 5.8271
0.0240 -4.8645 3.5201
-0.2880 -1.8685 6.0299
0.1116  -5.7057 2.8129
-0.0346 -6.1704 5.2150
0.1052 -2.9443 1.1218
-0.3539 2.5012  4.0852
-0.2544  -4.3147 7.1747
-0.3634  3.7587  3.3853
0.5894  3.8875 2.8023
-0.4525  4.6065 4.1147
-1.2350 3.8039 2.6765
-0.4543 24983  5.5195
0.4544 2.0169 5.9739
-1.3699 19333  5.8461
-0.5294  3.5498  5.9041
-0.3686 -3.2367 8.1192
0.5233 -2.5561 8.0452
-0.4206 -3.6421 9.1644
-1.3013  -2.6408 7.9215
-0.2274  -5.6698 7.6588
0.7343 -6.1708 7.3615
-1.0901 -6.2527 7.2344
-0.3048 -5.6821 8.7781

CTonTfoEEfOmQEDERQE@ODEQZz~Od O H oo EZE QOO T

SCF = -298.407431
ZPE = 0.309760

Haygs = -298.077771
Gags = -298.143996

SCFprrT = -1027.589518



Supporting Information

7 STRUCTURES

29-Cl
-0.0042 0.1389 0.1719
-0.0403 0.1083 1.2720
-0.1392  0.0580 4.0748
-0.0335 -1.0918 1.9529
-0.0976  1.3057 1.9833
-0.1383  1.3076  3.3997
-0.0825 -1.1309 3.3525
-0.1060 2.2483 1.4163
-0.1769 0.0174  5.1730
-0.0706 -2.4635 3.9535
-0.0395 -5.1164 4.8837
-0.0131  -3.5576  3.0759
-0.1130 -2.7146 5.3210
-0.0888 -4.0484 5.8181
0.0030 -4.8677 3.5161
-0.1580 -1.8621 6.0141
0.0464 -5.7065 2.7851
-0.0302 -6.1645 5.2184
0.0412 -3.0176 1.0770
0.1139 -5.5715 0.4685
-0.1081  2.5111  4.1245
-0.0599 -4.2941 7.1907
-0.3685  3.7323  3.4077
0.4501  3.8965 2.6560
-0.3666  4.5991  4.1197
-1.3550 3.7121  2.8688
-0.5252 24724  5.5022
0.2399 1.9060 6.0991
-1.5247 19745 5.6332
-0.5881 3.5134  5.9149
-0.3871 -3.2262 8.0954
0.4071 -2.4330 8.0360
-0.4221  -3.6095 9.1489
-1.3807 -2.7600 7.8506
-0.2304 -5.6435 7.6572
0.6183 -6.2763 7.2798
-1.1993  -6.0903 7.3023
-0.2135 -5.6664 8.7785

aefiasfiasli@Runliselissli@Rasliasias N @Rl RO WA AGNTN-:}:J-:NoNoNoNoRo Ro i =N --No Yoo NoNo RoR:=

SCF = -758.859916
ZPE = 0.311149

Hy9s = -758.527082
ngg = -758.597374

SCFprT = -1488.026237

67

29-OCH2
-0.0207 0.4691  0.2174
-0.0852 0.3912  1.3150
-0.2503  0.1982  4.1212
-0.0763 -0.8338  1.9596
-0.1782  1.5469  2.0767
-0.2636  1.4870  3.4998
-0.1573 -0.9554  3.3583
-0.1845 2.5166  1.5542
-0.3143  0.1105  5.2165
-0.1360 -2.3137  3.8958
-0.0755 -5.0184  4.6727
-0.0380 -3.3608  2.9622
-0.2045 -2.6374  5.2418
-0.1760 -4.0032  5.6698
-0.0069 -4.6956  3.3247
-0.2816 -1.8263  5.9819
0.0705 -5.4943 2.5654
-0.0502 -6.0827  4.9549
0.0521 -2.6681 1.0214
-0.3560 2.6342  4.2537
-0.2437  -4.3252  7.0059
-0.3697  3.9230  3.6150
0.5774 4.0781  3.0291
-0.4500 4.7355  4.3845
-1.2477  4.0036  2.9173
-0.4434 2.5617  5.6864
0.4678  2.0562  6.1087
-1.3573  1.9835  5.9939
-0.5119  3.5932  6.1228
-0.3463 -3.2942  8.0020
0.5467 -2.6128  7.9530
-0.3904 -3.7490  9.0268
-1.2786 -2.6866  7.8416
-0.2140 -5.7016  7.4226
0.7426  -6.1895  7.0894
-1.0827 -6.2620  6.9803
-0.2782  -5.7690  8.5406
0.1971  -5.3719  0.2204
0.2711  -6.2415 -0.6097
0.2934 -7.2952 -0.3170
0.3185 -6.0119 -1.6787

e NN @N=fazfaN@Razfaz sl @Qazfacfani@Rafu RN WA =R sl o NoNoNoRo o ==l=-No No No RO RO RO R==!

SCF = -412.959129
ZPE = 0.338778

Hogs = -412.595776
Gogs = -412.672113

SCFprr = -1142.136115



Supporting Information

7 STRUCTURES

30
1.6526 -0.3731
0.6687  -0.0044
-1.8348  0.9796
-0.4711  -0.8016
0.5452  1.3147
-0.7013  1.7956
-1.7256  -0.3415
1.4310  1.9756
-2.8183 1.3774
1.4307 -3.6115
-0.6824 -4.4765
0.1037  -3.5227
1.6968 -4.1371
0.6414 -4.5611
-0.9628  -3.9528
2.7409  -4.2248
-2.0086 -3.9007
-1.5070 -4.8308
-0.3011  -2.7564
-0.8251  3.2391
0.9400 -5.1175
-0.6307  3.3482
-2.0526  3.8026
0.0791  4.1021
0.9523 -4.1484
0.0274 -6.0443
2.1578  -5.7382
-2.6265 -0.9756
2.2691 -3.2906

a=RaslieSHESHS SRS RC oo R R==R=RHoNoNoNoNoNoR"R:"-NoNoNoNOo RO RO N==

SCF = -298.896116
ZPE = 0.195825

Hags = -298.680476
ngg == -298748792

1.8859
2.2189
3.0368
2.2064
2.6652
3.0741
2.5928
2.6839
3.3474
3.8260
5.4665
3.4185
5.0937
5.9052
4.2010
5.4461
3.8565
6.1117
1.5341
3.5836
7.3051
4.9369
3.3519
3.0217
8.2755
7.7366
7.4040
2.5542
3.1863

SCFprT = -1435.082487

68

30-OCH2
1.5001  -0.2233
0.5901  0.1693
-1.7265 1.2131
-0.5769 -0.5826
0.5931  1.4676
-0.5619  1.9789
-1.7410 -0.0870
1.5025  2.0907
-2.6379  1.6335
0.9782  -2.8204
-0.4716  -5.0465
-0.0766 -3.3594
1.3018  -3.4103
0.5752  -4.5165
-0.8058 -4.4651
2.1281 -3.0016
-1.6156 -4.8990
-1.0389 -5.9207
-0.5908  -2.5017
-0.5439  3.3982
0.9499  -5.1695
-0.1378  3.4350
-1.7662  4.0178
0.2992  4.2558
1.4742  -4.2934
-0.1062  -5.7646
1.8923 -6.1578
-2.6674 -0.6819
1.5535 -1.9494
-0.7592  -5.1732
-0.3297  -6.0257
-0.7429  -7.0380
0.4785 -5.8188

RaoNoRRio R R RO RORONONORo RN HONONO RO NONO N :=: HONO RO RO RO N @ R ==

SCF = -413.449420
ZPE = 0.225079

H,9s = -413.200060
ngs = -413.277579

1.6315
2.1142
3.3122
2.2193
2.6297
3.2282
2.7973
2.55645
3.7746
3.9851
4.9040
3.2558
5.2087
5.6601
3.6759
5.8177
3.0626
5.2713
1.4347
3.8121
6.9972
5.1220
3.8004
3.1543
7.9122
7.6372
6.8700
2.8579
3.6312
0.7205
-0.0177
0.0025
-0.7263

SCFprr = -1549.631695



Supporting Information

7 STRUCTURES

aeli=elies B NN R R NoNo RO N R-: NN -NoNo Yoo No o i-:R-::NoNoNo o N o Ro )=

30-Cl1

1.5030 -0.5328
0.6141 -0.1266
-1.6404  0.9393
-0.5230 -0.9032
0.6303  1.1958
-0.4978  1.7204
-1.
1.5212  1.8264
-2.5285  1.3673
0.8671 -2.8809
-0.4305 -5.1372
-0.0986 -3.5611
1.1820 -3.3368
0.5297  -4.4609
-0.7500 -4.6860
1.9401 -2.8111
-1.
-0.9371  -6.0263
-0.5697  -2.8929
-0.5839 -5.4055
-0.4746  3.1579
0.8901 -4.9645
-0.0025  3.2854
-1.
0.3138  4.0098
1.2684 -3.9761
-0.1287  -5.6206
1.9360 -5.8540
-2.5576  -0.9904
1.3780 -1.9904

6507 -0.3821

4837 -5.2455

7024 3.7724

SCF = -759.377080

ZPE =
Ha9s =

Gaos =

0.197807
-759.157660
-759.229359

1.5227
2.0302
3.2969
2.2216
2.4784
3.1133
2.8434
2.3272
3.7892
4.0883
5.1296
3.3530
5.3690
5.8828
3.8451
5.9724
3.2344
5.5407
1.4385
0.8128
3.6236
7.2797
4.9081
3.6533
2.8893
8.1548
7.9249
7.2973
2.9845
3.6853

SCFprT = -1895.543167
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31
1.6258 -0.3810 2.0299
0.6208 -0.0278 2.3131
-1.9377  0.9097  3.0081
-0.5081 -0.8339 2.2066
0.4614 1.2748 2.7893
-0.8153  1.7428  3.1386
-1.7872 -0.3943 2.5327
1.3419  1.9340 2.8840
-2.9422 1.2820 3.2748
1.3190 -3.6888 3.8404
-0.8828 -4.6186 5.3220
0.0178 -3.5897 3.3582
1.5168 -4.2582  5.0996
0.4178 -4.7206 5.8409
-1.0893 -4.0505 4.0636
2.5397  -4.3472  5.5051
-2.1132  -3.9867 3.6603
-1.7451 -4.9908 5.9022
-0.2804 -2.7617 1.4824
-2.6767 -1.0359 2.4223
2.1900 -3.3403 3.2615
-0.9731  3.0699  3.6236
-1.1015  4.1556  4.0205
0.6235 -5.2991 7.1231
0.7914 -5.7723 8.1723

oW Aol R=juguNoloNoNoNoNoR=R"RoNoNOoNONO RO} ==

SCF = -298.303167
ZPE = 0.183236

H29s = -298.104237
Gogs = -298.162872

SCFprr = -945.281734



Supporting Information

7 STRUCTURES

31-Cl1
1.6537 -0.3370 2.5435
0.5959 -0.0433 2.6294
-2.0837 0.7350 2.8393
-0.4216 -0.8942 2.2164
0.2790 1.2084 3.1603
-1.0637  1.5977  3.2665
-1.7555 -0.5148 2.3125
1.0797  1.8878  3.4908
-3.1374  1.0444 2.9163
1.2863 -4.4194 3.5084
-0.6012 -3.7444 5.4735
0.2349 -3.5532 3.2326
1.3995 -4.9507 4.7957
0.4588 -4.6123 5.7775
-0.7154  -3.2121 4.1898
2.2262 -5.6406 5.0287
-1.5467 -2.5260 3.9558
-1.3453 -3.4847  6.2427
0.0663 -2.7680 1.3130
0.7165 -5.1528 0.5278
-2.5622 -1.1825 1.9715
2.0087  -4.7200 2.7260
-1.3927  2.8715  3.8062
-1.6621  3.9134 4.2481
0.5746 -5.1526 7.0882
0.6695 -5.5938 8.1603

ZazZzam@mQ~@ODIZDIZaooaoaocaam@maoaaaaanm

SCF = -758.780321
ZPE = 0.184989

Hzgs = -758.577818
Gagg = -758.639918

SCFprT = -1405.748055

70

31-OCH2
1.6576  0.0363  2.5221
0.5940 0.2902  2.6644
-2.1091 09744  3.0128
-0.4297  -0.5546  2.2473
0.2550  1.4978  3.2780
-1.0946 1.8396  3.4535
-1.7760 -0.2343  2.4008
1.0618  2.1816  3.6181
-3.1699  1.2494  3.1429
1.3146 -4.1604 3.3233
-0.7198  -3.9268  5.2505
0.1967 -3.3613  3.1150
1.4186 -4.8495 4.5344
0.4054 -4.7311 5.4970
-0.8309 -3.2356  4.0441
2.2991 -5.4867 4.7259
-1.7165 -2.6067  3.8565
-1.5190 -3.8412  6.0065
0.0645 -2.3370 1.3145
-2.5797  -0.9004 2.0461
2.0997 -4.2750  2.5549
-1.4377  3.0702  4.0775
-1.7180 4.0769  4.5881
0.5138 -5.4324  6.7292
0.6028 -6.0059 7.7371
0.9703 -4.7809  0.3602
0.7054 -5.7215 -0.3474
1.4281 -6.5294 -0.4920
-0.2560 -5.7993 -0.8651

a=RuNoNolrdeolHeN=R=RojuiiloNoNoNoNoNoRR:"NONONO RO RO RO N-="=/

SCF = -412.855922
ZPE = 0.212425

Hags = -412.623311
Gagg = -412.691328

SCFprr = -1059.831481



Supporting Information

7 STRUCTURES

32
1.6361 -0.3540
0.6245 -0.0126
-1.9479  0.8700
-0.4888 -0.8378
0.4585  1.2632
-0.8366  1.7512
-1.7718  -0.4041
1.3486  1.9016
-2.9682  1.1963
1.3313  -3.7647
-0.8822 -4.7873
0.0384 -3.6361
1.5260 -4.4034
0.4237  -4.9387
-1.0667 -4.1471
2.5538  -4.4965
-2.0863 -4.0549
-1.7661 -5.1852
-0.2388 -2.7174
-2.6516 -1.0544
2.2043 -3.3706
-1.0060  3.0160
0.6117  -5.5713
-2.3198  3.4960
-2.2598  4.5462
-2.7787  2.8455
-2.9844  3.4886
0.1221  3.8954
0.6181  4.0765
0.8718  3.4433
-0.2111  4.8818
1.9360 -5.7335
24116  -4.7290
2.5773  -6.3261
1.8910 -6.2767
-0.5081 -6.1212
-0.1600 -6.5998
-1.0277  -6.9000
-1.2421  -5.3089

asiariiasii@arijariiasi@asgasias @ gas g g oA g g ijugnjs o NoNoNoNoNoN:R:: No RO NO NGO NGO N @R ==

SCF = -298.419338
ZPE = 0.329834

Hags = -298.068044
Gogs = -298.138469

2.2373
2.5124
3.1955
2.3564
3.0185
3.3792
2.6885
3.1347
3.4521
3.8921
5.2769
3.3856
5.1026
5.8402
4.0656
5.4876
3.6565
5.8002
1.5718
2.5524
3.3462
3.8844
7.0436
4.2214
4.6116
5.0153
3.3145
4.0404
3.0478
4.7458
4.4584
7.5823
7.7517
6.8740
8.5629
7.7604
8.7137
7.1379
8.0157

SCFprr = -1028.784220

71

Do QZODZoamaOmoQZzzoQ~OOzZoaoaoaaa@mmanoanaoaam

32-Cl1

1.7536  -0.3105
0.6909  -0.0303
-1.9897  0.7157
-0.3039 -0.8791
0.3609  1.1922
-0.9944  1.5931
-1.6384 -0.5029
1.1747  1.8392
-3.0553  0.9830
1.3518  -4.5572
-0.3850 -3.8144
0.3768  -3.5857
1.4724  -5.1564
0.6134  -4.7947
-0.4972  -3.2184
2.2482  -5.9257
-1.2753  -2.4533
-1.0883 -3.5078
0.2099  -2.6989
0.9040 -5.0525
-2.4361 -1.1602
2.0077  -4.8854
-1.3437  2.7836
0.7781  -5.3425
-2.6762  3.2922
-2.7821  4.2928
-3.4107  2.5869
-2.9348  3.4018
-0.3070  3.7569
0.2212  4.0466
0.4466  3.3299
-0.7441  4.6804
1.6199 -6.4997
2.6786 -6.2213
1.2977  -7.3420
1.5961 -6.8582
-0.2569 -5.1418
-0.0061  -5.6944

-1.

2582  -5.4963

-0.3296  -4.0470

SCF = -758.863070
ZPE = 0.331402

H298
G298

-758.508482
-758.582258

2.7536
2.8316
3.0242
2.3633
3.4061
3.5274
2.4549
3.7651
3.0766
3.4798
5.5458
3.2805
4.7269
5.7990
4.2975
4.8579
4.1332
6.3339
1.4119
0.4441
2.0733
2.6486
4.1818
7.0706
3.9844
4.4801
4.4590
2.8958
4.4069
3.4577
5.1223
4.8699
7.2189
6.9650
6.5473
8.2814
8.0487
8.9920
7.6800
8.2913

SCFprr = -1489.205502



Supporting Information

7 STRUCTURES

32-OCH2
1.7239 -0.0864 2.3043
0.6942  0.2108  2.5624
-1.9216  0.9857  3.2012
-0.3909 -0.6181  2.2802
0.4802  1.4327  3.1738
-0.8388 1.8636  3.5162
-1.6950 -0.2339  2.5896
1.3505  2.0727  3.3878
-2.9589  1.2705  3.4370
1.4096 -3.5563  3.6819
-0.8458 -4.6840  4.9053
0.1433 -3.4342 3.1114
1.5562 -4.2375  4.8768
0.4304 -4.8244 5.5332
-0.9811 -4.0008  3.7102
2.5637 -4.3196  5.3140
-1.9795 -3.9160 3.2501
-1.7463 -5.1206  5.3651
-0.0666 -2.4179  1.3419
-2.55643 -0.8828  2.3531
2.3000 -3.1205  3.1995
-1.0571  3.0742  4.1286
0.5701 -5.5005 6.7210
-2.3948  3.5020  4.4385
-2.3750  4.5123  4.9258
-2.8806 2.7744  5.1446
-3.0131  3.5684  3.5018
0.0437  3.9555  4.4115
0.5758  4.2369  3.4618
0.7743  3.4535  5.1030
-0.3274  4.8926  4.9042
1.8635 -5.6318  7.3362
2.2917  -4.6176  7.5645
2.5679 -6.1785 6.6514
1.7794 -6.2077  8.2954
-0.5749 -6.0870  7.3641
-0.2670 -6.5928  8.3170
-1.0515 -6.8514  6.6913
-1.3335 -5.2942  7.6090
0.3709 -4.8321 0.0351
0.5912  -6.0155 0.0190
0.6838 -6.5523 -0.9294
0.7061 -6.5938 0.9410

TTQoOIXNOmDQfODIDQEODmQE@ODIQZZIE~Iromacoaocacaommaoacacacaam

SCF = -412.969593
ZPE = 0.358908

Hags = -412.584592
Gogs = -412.664935

SCFprT = -1143.326999
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33
-1.3434 1.1136  -3.3157
-0.7464 0.4729  -1.4652
0.0897 -0.3218 1.0619
-0.9561 -0.8205 -1.0606
-0.1150  1.3926 -0.6152
0.3082  0.9980  0.6588
-0.5434 -1.2110  0.1859
0.0453  2.4314 -0.9599
0.8063 1.7195  1.3326
0.4056 -0.6800 2.0578
-1.6103 -1.7899 -1.9309
-1.0101 -1.9155 -2.8741
-2.6471 -1.4323 -2.1819
-1.6838 -2.7834 -1.4111
-0.7314  -2.2666  0.4770

ToEEmoEEmTEaoaoazaa-

SCF = -297.938670
ZPE = 0.119125

Hags = -297.811104
Gags = -297.853268

SCFprr = -585.082032

33-OCH2
-1.2038  1.0675 -3.3408
-0.6637  0.4387 -1.4612
0.0935 -0.3447 1.0957
-0.9816 -0.8183 -1.0172
0.0397  1.3273 -0.6340
0.4234 09393  0.6532
-0.6082 -1.2041  0.2436
0.2872 23373 -1.0098
0.9773 1.6368  1.3075
0.3746  -0.6966  2.1036
-1.7125 -1.7552 -1.8621
-1.1316  -1.9411 -2.8075
-2.7215 -1.3258 -2.1133
-1.8527  -2.7297 -1.3214
-0.8851 -2.2303  0.5653
-2.0489 1.9225 -5.9779
-2.1744  2.4094 -7.0703
-1.3550  2.9684  -7.5421
-3.1114  2.3045 -7.6331

TZQoIXEODImoOEmEODITEOQQzZz0

SCF = -412.481165
ZPE = 0.147365

Haogs = -412.321284
Gagg = -412.372956

SCFprr = -699.626984



Supporting Information 7 STRUCTURES

33-Cl 34-Cl1
I -1.4160 1.1868 -3.5389 I -14716 1.1948 -3.4393
Cl -2.1449 1.9720 -5.8328 Cl -2.3252 1.9003 -5.7716
C  -0.7474 0.4586  -1.4457 C -0.7472 0.5643 -1.4403
C 0.0924 -0.3509 1.0805 C 0.1110 -0.3542 1.0317
N -0.9466 -0.8165 -1.0412 C -0.9149 -0.7636 -1.0628
C -0.1100 1.3805 -0.5774 C -0.1348 1.4529 -0.5581
C 0.3097 0.9856 0.6780 C 0.2987 0.9889  0.6904
C -0.5332 -1.2299 0.2123 N -0.4906 -1.2231 0.1625
H 0.0356 2.4105 -0.9396 H -1.3958 -1.5064 -1.7296
H 0.8066 1.6874  1.3658 H 0.0073 2.5102 -0.8392
H 0.4143 -0.6978 2.0727 H 0.7864 1.6579 1.4154
C -1.5988 -1.7714 -1.9204 H 0.4407 -0.7541 2.0084
H -1.0021 -1.8726 -2.8673 H -0.1437 -3.2660 -0.2187
H -2.6281 -1.3993 -2.1752 C -0.6827 -2.6147 0.5213
H -1.6762 -2.7711 -1.4186 H -0.2832 -2.8153 1.5500
H -0.7215 -2.2832 0.4894 H -1.7798 -2.8558 0.4967
SCF = -758.384463 SCF = -758.364736
ZPE = 0.119781 ZPE = 0.119564
Hyos = -758.254627 Hogs = -758.235159
Gags = -758.300791 Gags = -758.281234
SCFprT = -1045.505995 SCFprT = -1045.491843
34 34-OCH2
I -1.3599 1.1498 -3.3010 I -1.2851 0.9593 -3.3982
C -0.7346 0.5585 -1.4635 C -0.7037 0.4690 -1.5087
C 0.0879 -0.3421 1.0286 C 0.0582 -0.3067 1.0449
C -0.8953 -0.7782 -1.0805 C -0.8696 -0.8476 -1.0647
C -0.1451 1.4615 -0.5688 C -0.1407 1.4156 -0.6438
C 0.2680 1.0028 0.6865 C 0.2420 1.0207 0.6424
N -0.4878 -1.2205 0.1506 N -0.4930 -1.2287 0.1966
H -1.3572 -1.5333 -1.7541 H -1.3114 -1.6362 -1.7128
H -0.0045 2.5248 -0.8435 H 0.0032 2.4644 -0.9660
H 0.7366 1.6857 1.4176 H 0.6894 1.7399 1.3509
H 0.4043 -0.7380 2.0169 H 0.3515 -0.6525 2.0583
H -0.3201 -3.2762 -0.3189 H -0.0425 -3.2802 -0.0260
C -0.6855 -2.6171 0.5151 C -0.6802 -2.6111 0.6146
H -0.1136 -2.8558 1.4517 H -0.3838 -2.7340 1.6907
H -1.7814 -2.8002 0.6892 H -1.7621 -2.8922 0.4933
O -2.1434 1.5591 -6.1112
SCF = -297.941657 C -2.3534 2.3580 -6.9844
ZPE = 0.118850 H -2.7334 2.0400 -7.9641
Hogs = -297.815087 H -2.1727 3.4308 -6.8325

Gogs = -297.855928
SCF = -412.482495
SCFprT = -585.082149 ZPE = 0.147259
Hags = -412.322652
Gogg = -412.374586

SCFprr = -699.625065

73
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35
-1.4115 1.0029 -3.2828
-0.7103  0.4915 -1.4473
0.2570 -0.2150  1.0900
-0.7350 -0.8406 -1.0181
-0.1921  1.4638 -0.5834
0.2859 1.0904 0.6782
-0.2470 -1.1724  0.2516
-1.1332  -1.6498 -1.6584
-0.1483  2.5311  -0.8699
0.7028 1.8389  1.3849
-0.2538 -2.2207 0.6184
1.8856 -0.7692  2.3126
0.7797  -0.5822  2.3986
0.5948 0.2519 3.1284
0.2689 -1.5129  2.7660

==l @Quga=fazfafanloNONONO I AO N

SCF = -297.941136
ZPE = 0.118849

Hy9s = -297.814566
Gogs = -297.855250

SCFprT = -585.085206

35-OCH2
-1.2432  1.1691 -3.2629
-0.6076  0.5742  -1.4222
0.2631 -0.2375 1.1198
-0.6781 -0.7695 -1.0361
-0.0913 1.5036 -0.5111
0.3381  1.0792  0.7511
-0.2385 -1.1545 0.2354
-1.0767 -1.5461 -1.7144
-0.0126  2.5775  -0.7627
0.7520  1.7932  1.4937
-0.2821 -2.2126  0.5684
1.8301 -0.9044  2.3665
0.7339 -0.6605 2.4307
0.5760  0.1655  3.1758
0.1658 -1.5706  2.7640
-2.1583  2.1041 -5.8814
-2.4463  2.0398 -7.0462
-2.3677  1.0957 -7.6024
-2.7981  2.9242  -7.5936

TZTQOIXEQEEEEmNOD T Z A

SCF = -412.481810
ZPE = 0.147215

Hags = -412.321028
Gogg = -412.375473

SCFprT = -699.627939

74

35-Cl1
I -1.4573 1.0431 -3.4360
Cl -2.3461 1.6916 -5.7747
C -0.6999 0.4888 -1.4402
N 0.2596 -0.2174 1.1026
C -0.7369 -0.8401 -0.9990
C -0.1690 1.4550 -0.5760
C 0.3043 1.0899  0.6817
C -0.2563 -1.1758 0.2644
H -1.1462 -1.6350 -1.6443
H -01196 2.5138 -0.8797
H 07306 1.8250 1.3898
H -0.2692 -2.2145 0.6447
H 1.8808 -0.7863 2.3241
C 07786 -0.5830 2.4043
H 0.6079 0.2550  3.1315
H 02581 -1.5042 2.7790

SCF = -758.362902
ZPE = 0.119655

Haoos = -758.232326
Gogs = -758.280313

SCFprT = -1045.493550

36
-0.3877  0.5738 -0.1873
-0.5927 1.8582 -0.6495
-0.3321  2.7358  0.3835
0.0079  0.6409  1.1545
0.2322 -0.2514 1.7496
0.0428 1.9965 1.5124
0.3022 24670  2.4674
-1.1716  2.3661 -2.5184
0.2802 4.5701 -0.4532
-0.4250 4.1710  0.3270
-0.1447  4.5929  1.3306
-1.4783  4.4769  0.0770
0.1514 -0.6388 -1.8239
-0.5488 -0.6403 -0.9434
-0.3087 -1.5157 -0.2803
-1.6105 -0.7286 -1.3046

mmomm@mao@mn~@mDamazaz

SCF = -297.922127
ZPE = 0.128273

Ha9s = -297.784135
Gags = -297.828948

SCFprr = -602.339342
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36-OCH2
-0.3795  0.5448
-0.5572  1.8029
-0.3267  2.7314
-0.0321  0.6800
0.1625 -0.1804
0.0009  2.0510
0.2288  2.5699
-1.0717  2.2067
0.3342  4.5136
-0.4054  4.1612
-0.1634  4.6346
-1.4445  4.4595
0.2078  -0.7544
-0.5228  -0.7062
-0.3139  -1.5469
-1.5710  -0.8060
-1.7846  2.6546
-2.0009  3.5150
-2.2781  3.2587
-1.9278  4.5791

mmoommaoammmaoam~IZDaQ@EDaQZaZ

SCF = -412.465614
ZPE = 0.156933

Hags = -412.294258
Gogs = -412.349671

-0.1519
-0.6894
0.3047
1.1993
1.8481
1.4858
2.4227
-2.6173
-0.6015
0.1691
1.1593
-0.1410
-1.7023
-0.8483
-0.1325
-1.2439
-5.2750
-6.0889
-7.1193
-5.8264

SCFprT = -716.885806

36-Cl1
-0.3447  0.5823
-0.5867  1.8570
-0.3572  2.7193
0.0420  0.6402
0.2839 -0.2515
0.0342  1.9803
0.2681  2.4552
-1.2885  2.4536
-0.7967  4.4728
-0.4869 4.1430
0.4962  4.6182
-1.2631  4.4676
0.5298 -1.1614
-0.4590 -0.6288
-1.2301  -1.2960
-0.7674  -0.3905
-2.0239  3.0707

AQrmaoaZzmaEZ—=TZaEZaQzaz

SCF = -758.378677
ZPE = 0.128789

Hags = -758.237530
Gogs = -758.288575

-0.1751
-0.6381
0.4114
1.1831
1.7598
1.5510
2.5027
-2.8507
-0.6449
0.3835
0.6463
1.1276
-0.9395
-0.9264
-0.4553
-1.9802
-5.1580

SCFprT = -1062.769066
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37
-0.3577  0.5754
-0.5634  1.8627
-0.3423  2.7363
0.0079  0.6336
0.0052  1.9883
-1.0989  2.3836
-0.2946  4.5493
-0.4640 4.1744
0.3078  4.6224
-1.4923  4.4684
0.5436 -0.9143
-0.4716  -0.6357
-0.8457 -1.4615
-1.1938 -0.4867
0.3248 -0.6341
0.3077  2.6581
0.8934 -0.3814
1.1909  -1.4680
-0.7953  -1.3829
1.4915  3.3450
-0.6457  3.5779
0.3838  1.7823

THEHEHEEHEQOQOEEZEQENEZDQE~QQzaZ

SCF = -298.375533
ZPE = 0.140770

Hz9s = -298.217753
Gags = -298.278652

-0.2094
-0.6595
0.3844
1.1455
1.5212
-2.5451
-0.7024
0.3431
1.0313
0.6974
-1.3883
-0.9872
-0.3178
-1.8350
1.9555
2.8716
3.1673
1.2985
2.1969
2.8504
3.2210
3.9122

SCFprr = -1276.626408
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37-OCH2
-0.3902  0.5778
-0.6831  1.8483
-0.4642  2.7357
0.0308  0.6611
-0.0273  2.0137
-1.3466  2.3320
-0.6198  4.5369
-0.6707  4.1632
0.1323  4.6597
-1.6782  4.4013
0.5381 -0.8971
-0.4791  -0.6435
-0.8204 -1.4726
-1.2155 -0.5228
0.4464 -0.5832
0.2984  2.7074
1.0598  -0.2990
1.3204 -1.3800
-0.6215 -1.3862
1.4415  3.4576
-0.6850  3.5785
0.4692  1.8465
-2.1971  2.9495
-1.6012  3.3732
-2.1268  3.5672
-0.5221  3.5750

TmQoHHEEHmHHHMOOQEZDQDEZEQE~QQZaz

SCF = -412.921365
ZPE = 0.169790

Hags = -412.730143
Gogg = -412.800616

-0.2429
-0.6888
0.3421
1.0963
1.4671
-2.5713
-0.7496
0.3083
0.9228
0.7523
-1.4173
-1.0059
-0.3237
-1.8457
1.8932
2.7970
3.0766
1.2004
2.1919
2.7215
3.1873
3.8395
-5.0146
-5.9745
-6.9173
-5.9301

SCFprT = -1391.175398

38
0.0662  -0.9999
-0.5115  0.1300
-0.5575 1.1186
0.3977  -0.7254
0.0056  0.6068
-1.1829  0.3091
-2.1753  2.3923
-1.0870  2.4489
-0.5122  2.9884
-0.9831  3.0092
0.9695 -2.0847
0.2955 -2.2508
0.7892  -2.9687
-0.6858 -2.6831
1.0079  -1.6398
1.5109 -2.3722
0.1352  1.3250
0.2557  1.8922

zaozaommaomEmEmaom—~QQzaZz

-0.9036
-1.4446
-0.4836
0.4374
0.7014
-3.3480
-0.9315
-0.6508
-1.4539
0.3194
-2.4679
-1.5822
-0.8702
-1.9238
1.3191
2.0696
1.9069
2.9151

76

SCF = -297.784795
ZPE = 0.128124

Hags = -297.643612
Gags = -297.696024

SCFprr = -786.834775

38-OCH2
-0.0129 -0.9871
-0.5618  0.1650
-0.5274  1.1527
0.3838 -0.7282
0.0601  0.6179
-1.3207  0.3706
-2.1047  2.4868
-1.0111  2.5022
-0.4309  3.0271
-0.8717  3.0493
0.8081 -2.1218
0.1310 -2.2481
0.5811  -2.9987
-0.8780 -2.6139
0.9884 -1.6685
1.4886  -2.4233
0.2672  1.3306
0.4505  1.8938
-2.3151  0.6332
-1.8258  1.0107
-0.7766  1.3330
-2.4202  1.0411

TrZQozaozZza@@maomm@mazr—~aazaz

SCF = -412.330062
ZPE = 0.157045

Hags = -412.155470
Gogs = -412.217733

-0.9630
-1.4837
-0.5229
0.3648
0.6416
-3.3762
-0.9326
-0.6684
-1.4767
0.3044
-2.5349
-1.6454
-0.9389
-1.9831
1.2226
1.9525
1.8394
2.8404
-5.8525
-6.8883
-6.9373
-7.8095

SCFprr = -901.384351
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39
-0.3570  0.5775
-0.5618  1.8618
-0.3413  2.7332
0.0021  0.6292
0.0119  1.9913
-1.0932  2.3797
-0.7324  4.5264
-0.4433  4.1675
0.5516  4.6095
-1.2218  4.4922
0.5144 -1.1739
-0.4773  -0.6419
-1.2529  -1.2961
-0.7807  -0.4269
0.2970 -0.5604
1.1613 -1.1303
-0.5921 -1.2421
0.5583  -0.2530
0.3201  2.5968
1.1979  3.2894
0.5668  1.7971
-0.5573  3.1803

momomommo@mDomn@maommDTmaomn~QQzaz

SCF = -297.951919
ZPE = 0.183164

Hags = -297.757036
Gags = -297.806164

-0.2077
-0.6626
0.3815
1.1537
1.5261
-2.5455
-0.6696
0.3544
0.6398
1.0994
-0.9548
-0.9606
-0.4737
-2.0202
1.9686
1.5383
2.0098
3.0126
2.8316
2.7490
3.5748
3.2143

SCFprT = -680.998905

39-Cl1
-0.3496  0.5811
-0.5564  1.8583
-0.3336  2.7183
0.0119  0.6266
0.0220  1.9756
-1.1872  2.4658
-0.7283  4.4739
-0.4370  4.1438
0.5516  4.6015
-1.2144  4.4856
0.5116 -1.1685
-0.4720 -0.6254
-1.2508 -1.2871
-0.7719  -0.3803
-1.8534  3.1061
0.3039  -0.5660
1.1652 -1.1352
-0.5854 -1.2463
0.5642  -0.2669
0.3277  2.5866
1.2021  3.2812
0.5745 1.7934
-0.5500  3.1722

IonDmOoQN@DDQQrmamEImamn—aazaz

-0.1842
-0.6490
0.4001
1.1890
1.5578
-2.8586
-0.6709
0.3626
0.6377
1.0983
-0.9482
-0.9414
-0.4743
-1.9959
-5.1881
1.9978
1.5636
2.0314
3.0430
2.8597
2.7731
3.6077
3.2357

7

SCF = -758.404596
ZPE = 0.184397

Haos = -758.204304
Gogs = -758.262822

SCFprr = -1141.423371

39-OCH2
-0.3354  0.6456
-0.5188  1.9507
-0.2824  2.7756
0.0263  0.6361
0.0594  1.9817
-1.0538  2.5630
0.3567  4.6352
-0.3725  4.2112
-0.1250  4.6001
-1.4166  4.5270
-0.2885 -1.4362
-0.4837 -0.5151
-1.5295 -0.5591
0.2536 -0.4721
0.3033  -0.5836
1.1621 -1.1514
-0.5952 -1.2531
0.5670  -0.3117
0.3812  2.5164
1.2710  3.1961
0.6179  1.6756
-0.4860  3.0898
-1.8203  3.5073
-2.0101  3.2979
-1.8592  2.2994
-2.3405 4.1012

mmoommmaomomaomIEoamEmEmaEm—~QQZzZaZ

SCF = -412.495295
ZPE = 0.212270

Hags = -412.265815
Gags = -412.327732

-0.2344
-0.6354
0.4419
1.1278
1.5550
-2.4997
-0.3114
0.4326
1.4575
0.1580
-0.4566
-1.0703
-1.4816
-1.9185
1.9050
1.4622
1.9286
2.9583
2.8887
2.8408
3.5887
3.3073
-5.0583
-6.2279
-6.6601
-6.8989

SCFprr = -795.544249
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40
-0.0934 -1.1230
-0.5149  0.0725
-0.4718  1.0584
0.2518  -0.8842
0.0150  0.4830
-1.0991  0.3277
-1.9500 2.4724
-0.8825  2.4277
-0.2164  2.9452
-0.8001  2.9374
0.8125 -2.2704
0.0654 -2.3778
0.4399 -3.1409
-0.9250 -2.7098
0.7971 -1.8578
0.0635 1.1401
1.2944  1.8544
2.1602  1.1518
1.1377  2.2664
1.4115  2.6720
0.1066  -2.0812
0.0068 -1.1218
0.7911  -2.7968
-0.8895 -2.5416

mmooom@mEDooomIaDmmam—~QQZazZ

SCF = -298.029178
ZPE = 0.193502

Hags = -297.820263
ngg == -297877448

-0.9804
-1.5315
-0.5694
0.3655
0.6251
-3.4510
-1.0758
-0.7246
-1.4682
0.2755
-2.4998
-1.6663
-0.9285
-2.0823
1.1392
1.8138
2.0518
2.0230
3.0822
1.3023
2.3882
2.9503
2.9127
2.1883

SCFprpT = -831.437511

78

40-OCH2
0.0395 -1.0031
-0.2447  0.2341
-0.2509  1.1796
0.2443  -0.8350
0.0620  0.5325
-0.5825 0.6008
-1.5727  2.7055
-0.55641  2.5774
0.2183  3.0721
-0.5457  3.0480
1.0385 -2.1439
0.2040 -2.2393
0.4584 -3.0483
-0.7527  -2.4993
0.6399 -1.8681
0.0166  1.1451
1.2563  1.7642
2.0725 1.0049
1.0133  2.1529
1.5104  2.5954
-0.2141 -2.1015
-0.3346 -1.1611
0.3586  -2.8757
-1.1998  -2.4947
-0.9967  1.1232
-1.8636  1.1039
-1.6537  1.3951
-2.8881  0.7952

mmoommEmaoEEmEmooomEaEEEmQOE~QQZQZ

SCF = -412.572232
ZPE = 0.222147

Hags = -412.329931
Gogs = -412.397828

-1.0574
-1.6016
-0.5998
0.3288
0.6176
-3.5772
-1.2007
-0.7420
-1.3925
0.2800
-2.5213
-1.7737
-1.0341
-2.3034
1.1181
1.8309
2.2309
2.2689
3.2532
1.5317
2.2586
2.8483
2.8310
1.9151
-6.2866
-7.1217
-8.1587
-6.8725

SCFprr = -945.982901
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)
w

TDnQoHE~ODIEZDOQQOQQOm

SCF

mQ~@mEDIEZoaoaoacacaad

SCF

ZaoQ~oODzZz@moaoaoaoaoaam

ONIOM(DFT:PM6)

1-OCH2
3.1581  0.2417
2.3993  0.1753
0.4571  0.0185
1.9246 -1.0641
1.8950  1.3442
0.9244  1.2664
0.9581 -1.1536
2.2616  2.3145
0.5919 -2.1243
-0.2970 -0.0445
2.6732 -2.8088
0.5338  2.1769
3.3689  -5.2096
2.5917  -5.2879
2.6450 -6.1109
1.7986  -4.5400

= -412.730588

1-C1
2.7112  0.0263
2.1196  0.0422
0.6032  0.0916
1.6825 -1.1535
1.8009  1.2667
1.0412  1.2921
0.9258 -1.1291
2.1433  2.1951
0.5828 -2.0620
0.0135 0.1055
2.1709 -3.0287
2.7949 -5.4404
0.7926  2.2388

= -758.504988

2-Cl
0.3830  0.1485
0.2361 0.1351
-0.1395  0.0904
0.3490 -1.0665
-0.0640  1.3229
-0.2526  1.2993
0.1614 -1.0857
-0.1520  2.2586
0.2499 -2.0259
-0.2857  0.0748
0.8098  -2.8890
1.3907  -5.1981
-0.5608  2.5093
-0.8105  3.4891

-1.1759
-0.3952
1.6152
0.0346
0.1867
1.1907
1.0366
-0.1440
1.3733
2.3979
-0.8321
1.6424
-2.3779
-3.2877
-4.0125
-3.4292

-1.4654
-0.5509
1.7934
0.0164
0.0501
1.2244
1.1867
-0.3955
1.6325
2.7043
-0.9130
-2.1131
1.6918

0.0685
1.1493
3.9239
1.8495
1.8214
3.2146
3.2320
1.2752
3.7780
5.0009
0.7970
-0.5382
3.9127
4.4780

79

SCF = -758.465500

2-OCH2
1.0362  0.5599
0.6556  0.3959
-0.3151  -0.0203
0.6709 -0.8794
0.1512  1.4752
-0.3349  1.2643
0.1912  -1.0934
0.1363  2.4747
0.2091  -2.0923
-0.6912  -0.1791
1.4238  -2.4840
-0.8548  2.3683
-1.2745  3.2582
2.1034 -4.7444
1.1359 -5.1030
1.1842  -5.9545
0.1681 -4.5934

TTTQoza~E@mITaoaaaacaaHs

SCF = -412.679981

3-Cl
H 03778 0.1365
C 02343 0.1263
C -0.1305 0.0753
C 03516 -1.0769
C -0.0645 1.3116
C -0.2470 1.2819
C 01690 -1.0965
H -0.1589 2.2572
H 0.2617 -2.0381
H -0.2755 0.0732
I 08118 -2.9032
Cl  1.3874 -5.1990
N -0.5613 2.5178

O -0.6582  3.5586
O -0.7168 2.4700

SCF = -758.529320

0.1785
1.1894
3.7896
1.7573
1.9205
3.2215
3.0508
1.4842
3.4931
4.8010
0.6609
3.9750
4.5821
-1.0045
-1.6165
-2.3079
-1.5075

0.0578
1.1396
3.9203
1.8420
1.8088
3.2044
3.2280
1.2719
3.7719
5.0021
0.7865
-0.5400
3.9182
3.2754
5.1345
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3-OCH2
0.2694  0.0657
0.1613  0.0765
-0.1189  0.1043
0.2758 -1.1032
-0.0944  1.2837
-0.2321  1.2870
0.1370  -1.0966
-0.1876  2.2203
0.2268 -2.0234
-0.2309  0.1317
0.6620 -2.9029
-0.5020  2.5644
-0.5928  3.5730
-0.6171  2.5309
1.2496  -5.1998
1.4782  -4.9006
1.7263  -5.6644
1.4477  -3.8542

TTTQooOoOZ~EZEmITDOQOOQOOQOOOHE

SCF = -412.737866

4-OCH2
1.2101  0.5137
0.7807  0.3613
-0.3161  -0.0147
0.7281  -0.9143
0.2810  1.4544
-0.2720  1.2739
0.1840 -1.1078
0.3240  2.4488
0.1463 -2.1044
-0.7385  -0.1673
1.4752  -2.5432
-0.7915  2.4469
-1.5305  2.1607
0.0281  2.9620
-1.2740  3.1871
2.0856 -4.8729
1.0860  -5.1357
1.0549 -5.9730
0.1653  -4.5494

N oN o= NoR_j==j=-HoNONONONON@N==

SCF = -412.746860

0.0730
1.1599
3.9560
1.8998
1.8142
3.2103
3.2899
1.2538
3.8633
5.0455
0.9203
3.9098
3.2288
5.1240
-0.6804
-1.8197
-2.5683
-2.1545

0.1993
1.1908
3.7380
1.7546
1.9034
3.1821
3.0245
1.4641
3.4676
4.7289
0.6917
3.9472
4.7072
4.4710
3.2945
-1.0079
-1.6157
-2.3254
-1.4853

80

4-Cl1
0.3903  0.1344
0.2405  0.1149
-0.1454  0.0774
0.3517 -1.0862
-0.0634 1.3032
-0.2587  1.2873
0.1590 -1.1029
-0.1463  2.2324
0.2449  -2.0395
-0.2921  0.0527
0.8172  -2.9006
1.4169 -5.2404
-0.5694  2.5579
-1.1959  2.3775
0.3576  3.0357
-1.0981  3.2785

ODommoQ~OmOmTmoaoacacacaam

SCF = -758.519679

5-Cl
1.3771  0.0489
0.8127  0.0619
-0.6205 0.1146
0.4033 -1.1343
0.5075  1.2916
-0.2201  1.3291
-0.3028 -1.1019
0.8494  2.2058
-0.6186 -2.0334
-1.1629  0.1064
0.8402  -3.0047
1.3901 -5.4219
-0.4454  2.5864
-1.6264  2.5954
-0.4806  3.7818
-2.5858  2.4078
-1.6806  3.5642
-1.4856  1.8196
-1.2841  3.7566
-0.5918  4.6907
0.4852  3.8600

mDomoooDmooQzZzAQ~Ommaoaoaaaadm

SCF = -758.502856

0.0614
1.1407
3.9061
1.8372
1.8167
3.2055
3.2166
1.2641
3.7671
4.9801
0.7897
-0.5648
3.9395
4.8207
4.2831
3.3049

0.2588
1.1920
3.5863
1.7731
1.7865
2.9932
29717
1.3142
3.4431
4.5253
0.8230
-0.4164
3.6749
4.5889
2.7806
4.0838
5.1065
5.3620
2.0294
3.3898
2.2509
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5-OCH2
1.8304  0.2249
1.1355  0.1828
-0.6379  0.0859
0.7066  -1.0472
0.6795  1.3705
-0.2138  1.3428
-0.1734 -1.0934
1.0327  2.3174
-0.5062  -2.0532
-1.3164  0.0267
1.3828 -2.8130
-0.5711  2.5446
-1.8046  2.5067
-0.4754  3.8065
-2.7262  2.3460
-1.9016  3.4531
-1.7182  1.7018
-1.1810  3.8580
-0.6595  4.6668
0.5510  3.9207
1.9519  -5.2550
1.1466  -5.2679
1.1303 -6.0771
0.3957 -4.4718

zajia=N@N@NarazRacaniiafNoNO A N RNoNOoNONO RO RO R ==

SCF = -412.731896

6-Cl
0.2720  0.1332
0.1987  0.0713
0.0108  -0.0952
0.3638 -1.1579
-0.0600 1.2311
-0.1484  1.1213
0.2698 -1.2386
-0.1906  2.1942
0.3977  -2.1985
-0.0586 -0.1761
0.7703  -2.9216
1.3019  -5.1992
-0.4070  2.3446
-0.5126  2.3542
0.4301  2.0319
-1.3468  1.7247
-0.7105  3.4106

mnmooQ—-OmEZImaaaaaam

SCF = -758.570535

0.4545
1.2960
3.4582
1.7972
1.8641
2.9625
2.8796
1.4634
3.2809
4.3056
0.9340
3.6353
4.4678
2.8512
3.8869
5.0247
5.2198
2.0074
3.5154
2.4585
-0.6508
-1.5387
-2.2809
-1.6431

0.0597
1.1465
3.9466
1.7873
1.8815
3.2801
3.1710
1.4040
3.6732
5.0213
0.6378
-0.8332
3.8947
5.3334
5.7851
5.6568
5.5451

81

6-OCH2
0.4886  0.0131
0.3532  -0.0178
0.0089 -0.1089
0.4849 -1.2264
0.0491  1.1529
-0.1203  1.0927
0.3151 -1.2733
-0.0592  2.1054
0.4192 -2.2173
-0.1212  -0.1544
0.9440 -2.9679
-0.4162  2.3181
-0.6078  2.3906
0.3092  2.1010
-1.4613  1.7765
-0.8212  3.4581
1.4683 -5.2101
1.1895 -4.8502
1.3002  -5.5223
0.8136  -3.8359

mmoommmaao~OmmEmaaaaam

SCF = -412.796451

7-Cl
0.9883  0.3722
0.4488  0.1268
-0.9423 -0.5070
0.2904 -1.2065
-0.0811  1.1549
-0.7698  0.8225
-0.4060 -1.5225
0.0425  2.1931
-0.5340 -2.5647
-1.4855 -0.7558
1.1301  -2.7747
2.2112  -4.7731
-1.4821 2.1074
-0.1393  2.5109
-0.4897  3.3115
0.7514  2.8533
0.1335  1.6425

mommoonO~ODOmDTmDoaoacacacaam

SCF = -758.510680

0.1082
1.1913
3.9850
1.8882
1.8771
3.2775
3.2706
1.3644
3.8112
5.0603
0.8515
3.8275
5.2615
5.7824
5.5622
5.4046
-0.9778
-2.0870
-2.9483
-2.2830

0.5416
1.4561
3.8027
1.8342
2.2461
3.4139
3.0007
1.9487
3.2922
4.7109
0.6228
-0.9205
4.3923
5.5448
6.2031
5.0088
6.1525
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7-OCH2 8-OCH2

2.1120  0.2845  1.6678 1.2607  0.5245  0.2340
1.2203 -0.0355 2.2100 0.8056  0.3662  1.2144
-1.0663 -0.8471  3.6132 -0.3569 -0.0256  3.7355
0.7061 -1.3197 2.0392 0.7031 -0.9172 1.7537
0.5891  0.8569  3.0870 0.3234 14613 1.9372
-0.5484  0.4448  3.7809 -0.2593  1.2638  3.1984
-0.4328 -1.7314  2.7368 0.1273 -1.1190  3.0080
0.9995 1.8568  3.2100 0.4053 24643 1.5131
-0.8313  -2.7390  2.6053 0.05615 -2.1231 3.4317
-1.9540 -1.1701 4.1584 -0.8047 -0.1971 4.7162
1.6465 -2.6417 0.7322 1.4227  -2.5489  0.6731
-1.4427 1.4602  4.9006 -0.7702  2.4628  3.9501
-0.5286  3.0099  5.0168 -1.3209  2.2258  5.1519
-1.0611  3.6455  5.7397 0.1694 3.3884  4.2128
-0.4924  3.5445  4.0609 -1.7244  3.1522  3.2992
0.4928 2.8637  5.3864 2.0600 -4.8270 -0.9810
2.6033 -4.4207 -1.3923 1.0974 -5.1477 -1.6211
1.7970  -4.3984 -2.2797 1.1341  -5.9971 -2.3158
1.9390 -4.9922 -3.1924 0.1458 -4.6043 -1.5355
0.8878 -3.7841 -2.2128

sl oNORgurfNOROPR_Nurfia R HONONO RO RO RO R ==!
T HH ORI D ZOaa=E

SCF = -412.989815
SCF = -412.732658

9-OCH2
0.9996 0.5358  0.1775
0.6180 0.3701  1.1872
-0.3582  -0.0424  3.7862
0.6522 -0.9010 1.7630
0.0914  1.4475  1.9099
-0.3908  1.2250  3.2012
0.1702 -1.1136  3.0555
0.0633  2.4423  1.4635
0.2017  -2.1079  3.5063
-0.7354 -0.2046  4.7966
1.4356  -2.4996 0.6808
-1.1134 2.6921 4.1931
21373  -4.7702 -0.9889
1.1649 -5.1206 -1.5975
1.2049 -5.9685 -2.2939
0.2002 -4.6066 -1.4807

8-Cl
0.5656  0.1440  0.0934
0.3420 0.1156  1.1604
-0.2315 0.0413  3.8977
0.3582 -1.1028  1.8409
0.0410 1.3006  1.8362
-0.2472  1.2635  3.2108
0.0720 -1.1354 3.2054
0.0310  2.2450  1.2957
0.0841 -2.0863 3.7394
-0.4520 -0.0066  4.9618
0.8207 -2.9245 0.7861
1.4033 -5.2320 -0.5501
-0.5674  2.5454  3.9119
-0.8374 24731  5.2297
0.4053  3.4792  3.8613
-1.6398  3.2056  3.4273

HOHQQ—-ZODZoaaaaansE
CTmaooP~DmEmaoacaaaam

SCF = -412.727574
SCF = -758.775234

82
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0.3605
0.2241
-0.1274
0.3489
-0.0769
-0.2464
0.1742
-0.1736
0.2715
-0.2631
0.8094
1.3926
-0.6624

s NoNoNONONON@R =

@ aQ~

=

9-Cl
0.1397
0.1252
0.0918
-1.0717
1.3194
1.2735
-1.0882
2.2504
-2.0239
0.0754
-2.8931
-5.2103
2.9107

SCF = -758.509313

10-OCH2
C 0.1998 -0.2857
C -0.1057 0.0557
C 0.1118 -1.4043
C 0.1359  1.0029
C -0.0170 1.1817
C -0.0411 -1.2405
I 04231 -0.5168
C 0.1750 -2.7355
N 0.2233 -3.8148
C -0.1305 -2.3882
N -0.2025 -3.3115
C -0.2610 0.2287
N -0.3860 0.3683
C -0.0819 2.5026
N -0.1342 3.5663
C 0.2257  2.1620
N 0.2968 3.1030
O 0.7185 -0.4577
C 0.8022 0.6637
H 009237 0.8451
H 07598 1.5366

SCF = -412.442085

0.0637
1.1456
3.9268
1.8487
1.8167
3.1987
3.2312
1.2656
3.7828
5.0044
0.7986
-0.5384
4.1411

0.9661
3.7574
1.8072
1.5179
2.9119
3.2042
-1.0887
1.2695
0.8610
4.0606
4.7504
5.1732
6.3126
3.4678
3.9146
0.6723
0.0059
-3.7637
-4.1917
-5.2671
-3.5245

ZAazZazazZzZazaQ~aoaoaaaa

10-Cl1
0.2232  -0.0230
-0.1293  0.0053
0.1392  -1.2220
0.1318  1.1902
-0.0445 1.2170
-0.0369 -1.2207
0.4918 -0.0451
0.8119 -0.0732
0.2294  -2.4902
0.2976  -3.5286
-0.1230 -2.4533
-0.1926  -3.4446
-0.3082  0.0195
-0.4526  0.0310
-0.1382  2.4641
-0.2141  3.4670
0.2142  2.4446
0.2760  3.4726

SCF = -758.254949

83

C
I

F
F
F
F
F
I

11-1
0.0084  0.0071
0.0179  0.0439
0.0369 -1.2053
-0.0154 1.2414
-0.0105  1.2554
0.0411  -1.1700
0.0752  -3.0662
0.0677 -2.3024
0.0227  0.0496
-0.0324 24111
-0.0423  2.3888
0.0030  0.0246
0.1345 -5.7933

SCF = -596.354941

NSRS RN RN NOoNONONONON®!

11-F
0.0134 -0.0127
0.0144  0.0344
0.0381 -1.2218
-0.0111  1.2254
-0.0105  1.2438
0.0383 -1.1811
0.0745 -3.1259
0.0615 -2.3107
0.0151  0.0450
-0.0335 2.4024
-0.0347  2.3718
0.0121  0.0040
0.1110 -4.9963

1.1081
3.9184
1.8226
1.7974
3.2009
3.2264
-1.0634
-3.6837
1.1512
0.6482
3.9560
4.5461
5.3405
6.4873
3.9047
4.4740
1.0997
0.5750

1.1206
3.9038
1.7995
1.7996
3.2006
3.1889
0.7393
3.8818
5.2352
3.8587
1.1248
-0.2071
-0.8127

1.1174
3.8981
1.7976
1.7906
3.1915
3.1844
0.7156
3.8840
5.2301
3.8464
1.1126
-0.2115
-0.3552
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SCF = -398.516706

11-OCH2
0.0005 -0.2242
-0.0004 -0.1072
-0.0003 -1.4218
0.0008  1.0259
0.0004 1.0831
-0.0007 -1.3435
-0.0014 -2.4591
-0.0008 -0.0643
0.0006  2.2552
0.0015  2.1471
0.0009 -0.2630
-0.0007  -3.2471
-0.0005 -5.5051
-0.0001  -5.2065
0.0000 -5.9781
0.0001  -4.1551

==gNoNOR NN RO RO RO NoNoNoNONONe!

SCF = -413.081337

11-OMe
0.0653  0.0693
-0.0209 0.1012
0.1004 -1.1393
-0.0122  1.3036
-0.0553  1.3135
0.0568 -1.1089
0.2221  -3.0635
0.0877  -2.2420
-0.0617 0.1052
-0.1286  2.4678
-0.0446  2.4537
0.1045  0.0945
0.3435 -4.9704
0.2765  -4.6966
0.3348 -5.6353
1.1000 -4.0497
-0.6618 -4.1937

=a=Ra=BaNORON- RO RO RC RN NONONONONON !

SCF = -413.773079

1.0707
3.8566
1.7911
1.7129
3.1147
3.1864
3.9014
5.1846
3.7338
0.9997
-0.2549
0.8233
-0.7700
-1.9337
-2.7140
-2.2548

1.1849
3.9643
1.8602
1.8625
3.2628
3.2444
0.7504
3.9390
5.2960
3.9227
1.1903
-0.1441
-0.3786
-1.7456
-2.3135
-2.0946
-2.0370

84

11-C1
0.2192  -0.0245
-0.1291  0.0078
0.1040 -1.2049
0.1576  1.1722
-0.0151  1.2100
-0.0697 -1.2104
0.4855  -0.0496
0.1566  -2.3753
-0.1774  -2.3569
-0.2927  0.0230
-0.0707  2.3715
0.2627  2.3280
0.8153 -0.0811

QmMmmEE—QaQaaQa

SCF = -758.875604

11-Br
C 0.0080 0.0053
C 0.0189 0.0393
C 0.0383 -1.2076
C -0.0170 1.2391
C -0.0114 1.2516
C 0.0433 -1.1736
I 0.0769 -3.0755
F  0.0717 -2.3066
F  0.0244 0.0438
F  -0.0347 2.4067
F  -0.0457 2.3873
F  0.0021 0.0246
Br 0.1294 -5.5770

SCF = -2872.784086

1.1227
3.9335
1.8457
1.8250
3.2230
3.2441
-1.0230
1.2199
3.9130
5.2537
3.8718
1.1789
-3.6880

1.1199
3.9028
1.7971
1.7999
3.2009
3.1861
0.7298
3.8782
5.2342
3.8603
1.1264
-0.2080
-0.6993
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11-DMF
0.0893  0.5175
0.6857  -0.0128
0.2460 -0.8128
0.2240  1.5835
0.5241  1.3150
0.5448 -1.0586
0.7009 -2.3075
0.9702 -0.2783
0.6540  2.3106
0.0687  2.8379
-0.1944  0.7879
0.0412  -2.3645
-0.2410 -4.3816
-0.4448 -4.7818
-0.4911 -5.8572
-0.6300 -4.0244
-0.6046 -2.5789
0.1859  -2.1905
-0.4232  -2.2722
-1.5590 -2.1745
-0.8637 -4.6110
-0.0851  -4.3063
-1.8279 -4.2891
-0.8604 -5.6941

TR QEZDEREQZEQO~"mHHTm OO

SCF = -547.125208

11-NH3
0.2011  -0.0246
-0.1436  0.0091
0.0969 -1.2109
0.1297  1.1787
-0.0411  1.2126
-0.0744 -1.2112
0.4539 -0.0501
0.1603  -2.3735
-0.1704  -2.3577
-0.3050  0.0249
-0.1054  2.3747
0.2248  2.3258
0.7847  -0.0870
1.7553  0.0610
0.2327  0.6408
0.4933 -0.9785

DT z-mOmEEg,QQQQa0

SCF = -355.126892

2.1713
4.8423
2.5698
3.0774
4.4211
3.9127
4.3276
6.1130
5.2871
2.6667
0.9042
1.2179
-0.5995
-1.7339
-1.9464
-2.8198
-2.7500
-3.3921
-1.7282
-3.0870
-4.1189
-4.8183
-4.5122
-4.0396

1.2545
4.0663
1.9826
1.9580
3.3534
3.3784
-0.8108
1.3476
4.0440
5.3824
3.9951
1.2990
-3.5266
-3.7623
-3.9570
-3.9010

85
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SCF

R NeNOR-Ro RN NoNONONOXON®!

SCF

C
I
Br
Br
Br

0O
C
H
H

SCF

12-Cl1
0.5729  -0.2915
-0.0046  0.5727
0.2554 -1.1927
0.5933  1.0542
0.3086  1.5235
-0.0400 -0.7940
1.0181  -0.9569
1.5735 -1.7849
-0.5125 -2.1828
0.3511  3.5565
-0.2779  0.9817
0.2222  -2.4888
0.8904  1.9555

= -758.687588

12-OCH2
0.5547  -0.5178
0.0205 0.6185
0.2646 -1.3125
0.5666  0.8673
0.3042  1.4652
-0.0063 -0.7742
0.9468  -1.3489
-0.4322  -1.9977
0.3346  3.5296
-0.2312  1.1541
0.2440 -2.6258
0.8368  1.6496
1.4847 -2.1241
1.5790 -1.1605
1.7933 -1.2682
1.4542  -0.1425

= -412.894564

13-OCH2
-0.0548  0.0605
-0.4274  -0.2705
-0.5013  -1.5103
1.8195 0.4736
-1.1103  1.5483
-0.6776  -0.4753
0.0786  0.2651
0.1019  0.3036
0.7652  0.9215

= -412.732390

1.0495
3.6530
2.0546
1.3837
2.6807
3.3726
-0.9550
-3.4472
4.8538
3.1401
4.8852
1.7880
0.4610

0.9479
3.4569
2.0624
1.1405
2.3794
3.3273
-0.8955
4.9514
2.6105
4.6385
1.9195
0.1089
-3.4987
-4.2098
-5.2807
-3.8138

0.7910
-1.2958
1.8383
1.0976
1.4564
-3.9547
-4.5269
-5.6230
-3.9736
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C
1
Cl
Br
Br
Br

-0.0001
-0.0025
-0.0051
-0.9245

1.8229
-0.8965

13-Cl
-0.0038
-0.0173
-0.0337
-1.5697
-0.0159
1.5866

SCF = -758.540617

C
I
Cl
F
F
F

-0.0011
0.0015
0.0047

-0.6164
1.2120

-0.6008

14-Cl1
-0.0016
-0.0197
-0.0438
-1.0441
-0.0063
1.0581

SCF = -758.828133

TTEZQOHHEHE—~Q

14-OCH2
0.0006  0.0686
0.1014 -0.4175
-0.7412  -0.7728
1.1872  0.0882
-0.5232  1.2747
0.1804 -0.7494
-0.0051  0.2794
-0.0039  0.3018
-0.1808  1.2247

SCF = -413.024380

C
I

CTICQIDZZQDTITAOQ

-0.0002
0.0015
0.0035

-0.7274

-0.2320

-1.7567

-0.7678
1.4524
1.9863
1.5313
1.9868
-0.7267
-0.2305
-0.7674
-1.7559

15-Cl
-0.0041
-0.0177
-0.0339
-1.2594
-2.1644
-1.2834
-1.3218
-0.0017
-0.8847
0.0051
0.8763
1.2572
2.1573
1.3329
1.2773

SCF = -758.578887

1.1306
-1.1693
-3.7825

1.8515

1.8397

1.8330

1.0454
-1.1915
-3.8426

1.6351

1.6298

1.6202

0.7232
-1.3468
1.4490
1.3378
0.9676
-4.0301
-4.6244
-5.7214
-4.0920

1.1286
-1.1282
-3.9302

1.5950

1.2241

1.2182

2.6867

1.5889

1.2182

2.6802

1.2072

1.5795

1.1979

2.6704

1.2021

86
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15-OCH2
0.0634 -0.0709
0.3065 -0.4937
-0.7642  -1.2059
-0.2794  -2.1833
-1.7557  -1.2796
-0.9252  -1.0692
1.4592  -0.0247
1.9995 -0.9726
1.4213  0.1772
2.0815 0.7591
-0.6479  1.2662
-0.0776  2.0824
-0.8036  1.5413
-1.6369  1.2539
0.4041  -0.6256
-0.1153  0.3909
-0.2231  0.6272
-0.5038  1.1257

SCF = -412.815169

TTmaQoZazaza-Q

16-OCH2
0.0505 -0.0352
0.2803 -0.3789
-0.7517  -1.1248
-1.3865 -1.9845
1.3821 -0.0106
2.4337  0.0101
-0.6238  1.2488
-1.1569  2.2642
0.4413 -0.5759
-0.0599  0.3506
-0.0565  0.3836
-0.5313  1.1829

SCF = -412.601401

C
I

ZzazazAaQ

-0.0010
0.0011
0.0035

-0.6997

-1.2633
1.3938
2.5188

-0.6984

-1.2608

16-Cl1

-0.0036
-0.0163
-0.0294
-1.2099
-2.1831
-0.0023
-0.0010
1.2062
2.1823

SCF = -758.427139

0.9740
-1.1877
1.5500
1.4196
1.0835
2.6282
1.5695
1.4394
2.6487
1.1172
1.0857
0.6229
2.1383
0.6088
-4.2456
-4.6087
-5.6759
-3.8895

0.9244
-1.2087
1.4720
1.9074
1.5218
1.9965
1.0914
1.2214
-3.8229
-4.4072
-5.5037
-3.8659

1.2884
-1.1453
-3.7144
1.6260
1.9035
1.6232
1.8989
1.6164
1.8858
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I
Cl

N
C
C
)
)
C
H
H
C
H
H

17-Cl
0.1119 -1.3506
1.0608 -2.5825
-0.5826 -0.4423
0.0747  -0.3922
-1.8112  0.2614
1.1397  -0.8954
-2.6008  0.4007
-2.0097  0.8421
-2.1194  1.9370
-2.9462  0.4556
-0.7723  0.4130
-0.1884  1.2671
-1.0147 -0.2147

SCF = -758.723037

mmoomma@mEmHaooaaZH

17-OCH2
0.5596  -1.3248
-0.3191  -0.4682
0.1341  -0.4773
-1.5338  0.2797
1.1318 -1.0405
-2.1043  0.4278
-1.9302  0.8148
-2.0028  1.9193
-2.9406  0.4529
-0.8512  0.3247
-0.3276  1.1582
-1.2650 -0.3085
1.4952  -2.3893
0.7521 -2.1171
0.9643 -2.4674
-0.1535 -1.5145

SCF = -412.926186

TTQoEXZTEZQE@ma-

18-OCH2
-0.7274  -0.2541
-0.4005 -0.0453
-0.8473  0.8626
0.2677 -0.9191
0.4239 -0.7906
0.7131  -1.8300
-0.8101  -0.2723
0.1503  0.3275
0.3412  0.4541
0.8743  0.7723

SCF = -412.744246

-1.5561
-3.7249
0.0364
1.2910
0.0972
1.5609
-0.8068
1.5077
1.4472
1.9412
2.2911
2.6704
3.1639

-1.4290
0.0039
1.3670

-0.1334
1.7283

-1.1830
1.2344
1.2046
1.5066
2.2052
2.7124
3.0138
-3.6646
-4.5725
-5.5900
-4.4094

-1.1760
0.8670
1.2586
1.6007
2.6681
1.2179

-4.1254

-4.5197

-5.5936

-3.8223

I
Cl

C
H
C
H
H

18-Cl1
-0.0028 -0.0062 -0.9375
-0.0062  0.1139 -3.7363
0.0000 -0.0576  1.1970
0.0015 0.9314 1.6276
-0.0000 -1.1657 1.9195
0.0014 -1.1749  2.9997
-0.0015 -2.1566  1.4883

SCF = -758.514351

I
Cl

C
H
C
H
C
N

19-Cl
-0.0033 -0.0388 -0.9419
-0.0072  0.0063 -3.6755
-0.0001  -0.0435 1.1994
0.0011  0.9488  1.6262
0.0002 -1.1557 1.9285
-0.0011  -2.1560  1.4823
0.0023 -1.1464 3.3592
0.0040 -1.1512  4.5186

SCF = -758.480777

TImaooZamama~

19-OCH2
0.0251  -0.5626 -1.1690
0.0328 -0.1842  0.8645
0.0810 0.8766  1.1055
-0.0156 -1.1426  1.7876
-0.0639 -2.2154 1.5513
-0.0080 -0.8414  3.1892
-0.0026 -0.6118  4.3226
0.0074 -0.7150 -4.0214
-0.0158 0.3814  -4.5087
-0.0290 0.5182  -5.5979
-0.0247  1.2856 -3.8838

SCF = -412.693981

87



Supporting Information

7 STRUCTURES

20-Cl

I -0.0795 -0.0170 -0.9415
Cl 0.1572 0.2024 -3.7183
C  -0.2809 -0.1737 1.1698
H -0.8143 0.6669 1.5824
C 01793 -1.2080 1.8565
H 07049 -2.0409 1.3734
N 01778 -1.3565 3.3016
C  -0.3236 -2.7055 3.7093
H 02767 -3.4792 3.2047
H -1.3820 -2.8826 3.4675
H -0.1833 -2.8317 4.7924
C -0.5382 -0.2794 4.0436
H -0.0619 0.6854 3.7976
H -0.4233 -0.4416 5.1243
H -1.6096 -0.2000 3.8068

SCF = -758.518239

20-OCH2
I -0.1695 -0.6983 -1.2247
C -0.3785 -0.4821 0.8140
H -0.8108 0.4665 1.0911
C  0.0023 -1.4362 1.6757
H 04216 -2.3922 1.3230
N 0.0406 -1.2904 3.0867
C -0.1549 -2.5590 3.8420
H 0.5022 -3.3457 3.4356
H -1.1920 -2.9292 3.8261
H 01425 -2.4026 4.8927
C -0.7134 -0.1523 3.6737
H -0.3193 0.7922 3.2575
H -0.5496 -0.1187 4.7626
H -1.7975 -0.1907 3.4833
O 0.1964 -0.4795 -4.1707
C  0.3627 0.6878 -4.3871
H 05319 1.0597 -5.4064
H 0.3521 14285 -3.5748

SCF = -412.750878

21-Cl

I 00234 -0.0538 -0.8497
Cl  0.3099 -0.1480 -3.6147
C -0.1874 0.0149 1.1859
H -0.4164 0.0908 3.4057
C  -0.3109 0.0559  2.3840

SCF = -758.457630

88

I
C
H
C
O
C
H
H

21-OCH2
-0.0533  -0.5467
-0.1814 -0.0235
-0.3255 0.5611
-0.2590 0.2912
0.1682  -0.8868
0.3027  0.1886
0.4061  0.2882
0.3278  1.1106

SCF = -412.679937

TTZQozaaaH

22-OCH2
-0.0232  -0.5980
-0.1890 -0.1857
-0.2903  0.0655
-0.4058  0.3537
-0.5027  0.5962
0.2206 -0.8293
0.2844  0.2448
0.3864  0.3291
0.2436  1.1767

SCF = -412.626257

I
Cl

C
C
C
N

22-Cl1
0.0238 -0.0532
0.3029  -0.1419
-0.1886  0.0146
-0.3141  0.0550
-0.4560  0.1009
-0.5763  0.1402

SCF = -758.421730

I
C
N
O
C
H
H

23-OCH2
0.0068 -0.3853
-0.1598  0.1819
-0.2550  0.5092
0.2372  -0.8506
0.2817  0.1693
0.3727  0.1496
0.2325  1.1515

SCF = -412.715477

I
Cl
C
N

23-Cl1
0.0201  -0.0518
0.2974 -0.1413
-0.1964  0.0173
-0.3180  0.0578

-1.0855
0.8194
2.9779
1.9801

-3.9242

-4.4391

-5.5275

-3.8407

-1.0263
0.9039
2.0830
3.4283
4.5570
-3.7815
-4.3156
-5.4052
-3.7334

-0.8442
-3.5451
1.2068
24117
3.7768
4.9323

-1.0419
0.8822
1.9837

-3.7352

-4.3693

-5.4629

-3.8779

-0.7969
-3.4959
1.2838
2.4319
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SCF = -758.510232

24-OCH2
-1.0097  0.5093
1.0635 -0.4185
-1.1344  -0.7277
0.1411  1.2927
1.1717  0.8143
-0.0986 -1.1908
-0.2014  -2.4948
-0.1332  -4.9598
0.2907 -3.6712
-0.7253  -2.5906
-0.6924 -3.8006
0.3237  -4.8812
0.0502  -6.1890
0.4529 -8.5011
-0.9356 -7.1824
1.2433  -6.3418
1.4325  -7.4946
-0.7295 -8.3317
2.6797  -4.8529
2.5828 -1.1222
0.6441  -9.5948
2.5523  -7.6478
-1.6605 -9.2734
0.8212  -5.9673
0.7571  -3.6284
-1.2366 -1.5080
-1.1728  -3.8468
-1.9882  0.9493
0.2552  2.4676
2.2618  1.5491
4.4585 -2.5621
5.5130  -2.3802
5.9295 -3.1242
6.0924  -1.4646
-2.7097  -6.9595
-2.8637 -1.8713

=NeoNOR-R-ESES R RO RO RO RoRSEmEoNoNoloRoNoNoNoNoNoNoRoRoRo o No N o N o N0

— —

SCF = -711.535879

1.5902
3.2334
2.2297
1.7610
2.5876
3.0507
3.7412
5.1885
3.1525
5.0408
5.7510
3.8627
5.9910
7.5327
6.0282
6.7219
7.4844
6.7976
6.6411
4.4490
8.2624
8.1764
6.8347
3.2828
1.9099
5.6153
6.9882
0.8132
1.1514
2.7535
6.3133
6.8605
7.5521
6.6856
4.9435
1.9538

89

24-Cl1
-0.8667  0.4703
0.9982  -0.4487
-1.0421 -0.7806
0.2320 1.2718
1.1566  0.7931
-0.1092 -1.2374
-0.2656 -2.5584
-0.2582  -5.0369
0.3366  -3.7087
-0.9370 -2.6947
-0.9334  -3.9095
0.3402  -4.9237
-0.0936 -6.2566
0.2635 -8.5478
-1.0224 -7.3039
1.0176  -6.3425
1.1839 -7.4834
-0.8391  -8.4428
2.3848  -4.7213
2.3739  -1.1946
0.4337  -9.6353
2.2266 -7.5883
-1.7173  -9.4374
0.9416  -5.9833
0.9346 -3.6370
-1.5681 -1.6442
-1.5610 -3.9910
-1.7488  0.9067
0.3948  2.4630
2.1956  1.5568
4.0425  -2.4276
-2.6981 -1.9597
-2.6840 -7.1744

el ES RS RS RS ESESESESESEE N Yo Yo No Ro Ro Xo Xo Xo Xo Xo Xo Xo Xo Xo Xo Xo o Xe)

SCF = -1057.358702

1.5720
3.4573
2.1672
1.9065
2.8546
3.1082
3.7558
5.1882
3.2206
4.9820
5.6840
3.9228
6.0093
7.5838
5.9397
6.8626
7.6378
6.7267
6.9258
4.8900
8.3315
8.4519
6.6638
3.3918
2.0358
5.4964
6.8528
0.6798
1.3361
3.1677
6.8202
1.6466
4.6645
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25-OCH2 25-Cl1

0.3533 -1.4728 0.1073 0.3032 -1.3215 0.3456
-0.3020 1.2335 -0.2523 -0.3268 1.4042  0.0951
1.3957 -0.5350 0.0372 1.3565 -0.3931 0.2994
-1.0034 -1.1135 0.0261 -1.0504 -0.9515 0.2761
-1.2969  0.2466 -0.1590 -1.3277  0.4197  0.1477
1.0331  0.8069 -0.1748 1.0042 0.9608 0.1701
2.7917  -0.9242  0.3037 2.7670  -0.8265 0.2990
5.4219 -1.7029 0.9152 5.4503 -1.6517  0.2973
3.5726  -1.5610 -0.6715 3.4051 -1.1182 -0.9202
3.3291  -0.6590 1.5771 3.4660 -0.9464 1.5093
4.6318 -1.0515 1.8777 4.8004 -1.3571 1.5028
4.8811 -1.9462 -0.3558 4.7341  -1.5260 -0.9082
-2.0725 -2.1066  0.2247 -2.1259 -1.9614 0.2515
-4.1263 -3.9681 0.6703 -4.1723  -3.8824  0.2039
-2.4139 -2.4762 1.5372 -2.7216  -2.3832  1.4495
-2.7476  -2.6701 -0.8691 -2.5495 -2.4973 -0.9782
-3.7691  -3.5970 -0.6353 -3.5637  -3.4480 -0.9890
-3.4373  -3.3988  1.7540 -3.7390 -3.3390 1.4201
-0.6371  2.6637 -0.3679 -0.6552  2.8270 -0.1171
-1.1593  5.4151 -0.5570 -1.2810 5.5333 -0.5228
-0.7084  3.2717  -1.6311 -0.7589  3.3291  -1.4271
-0.8715  3.4146  0.7957 -0.8630 3.6725  0.9827
-1.1219  4.7841  0.6965 -1.1740  5.0178  0.7753
-0.9604  4.6423 -1.7128 -1.0693  4.6710 -1.6152
2.1586  0.4002  2.9609 2.5008 -0.5070  3.3208
2.8086 -1.9184 -2.5523 22774 -0.9076 -2.6771
-2.2326  -2.1336 -2.7938 -1.5974  -1.8039 -2.7144
-1.3353 -1.6531  3.1379 -2.0791  -1.5745  3.2768
-0.5159  2.0974 -3.3261 -0.4296 1.9869 -3.0059
-0.9478  2.4585  2.6648 -0.7048  2.9090 2.9316
0.6589  -2.7479  0.2913 0.1423 -0.4016 -4.6831
-2.5657 0.6184 -0.2228 0.6003 -2.6075  0.4690
1.9931 1.7116 -0.2884 -2.5948  0.8038  0.0812
-4.4119  -4.1354 -1.6604 1.9736  1.8637  0.1251
-5.1011 -4.8466 0.8784 -3.9756  -3.9640 -2.1397
-3.7647  -3.7430  2.9900 -5.1421  -4.7930  0.1796
5.1334 -0.8095 3.0793 -4.3032  -3.7387 2.5534
6.6629 -2.0789  1.2044 5.4626 -1.4708  2.6478
5.6234 -2.5510 -1.2708 6.7219 -2.0430 0.2948
-1.3898  6.7205 -0.6477 5.3515 -1.8054 -2.0489
-1.3303 54976  1.7929 -1.5776  6.8158  -0.7167
-1.0163  5.2283  -2.9001 -1.3707  5.8187  1.8157
-0.2551 0.5066 -5.6224 -1.1711  5.1613  -2.8438
-0.1951  1.2003 -6.6023

-0.1215  0.7579  -7.6041 SCF = -1355.687183
-0.2112  2.2969 -6.5298

==RaNoNOR NN N R R R RoRoloESECEoRo Rl oo NoNoNoRoNo N oo NoNoNoNoNoNoloNoNo o NoNoNoNo RO N @)
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SCF = -1009.851340
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Supporting Information

7 STRUCTURES

26-Cl
H -1.4293 0.8940
C -1.3319 1.6041
C -1.0856  3.4505
C -1.1348 1.1977
C -1.4072 2.9846
C -1.2850 3.8963
C -1.0057 2.0771
H -1.5622 3.3366
H -1.3453 4.9673
H -09915 4.1715
C -0.7973  1.5093
C -0.4065 0.2314
C -0.71411 0.1127
C -0.6555 2.2739
C -0.4607 1.6274
C -0.5484 -0.5350
H -0.6961 3.3607
H -0.3505 2.2178
H -0.5055 -1.6216
H -0.2544 -0.2630
I -0.9906 -0.8418
Cl -1.3282 -1.5505

SCF = -758.875897

26-OCH2
-1.3850  1.3021
-1.3002  1.9565
-1.0811  3.6402
-1.1123  1.4631
-1.3805  3.3527
-1.2717  4.1807
-0.9967  2.2511
-1.5291  3.7861
-1.3359  5.2680
-0.9982  4.3043
-0.7990  1.5707
-0.4263  0.0728
-0.7380  0.1651
-0.6671  2.2204
-0.4818  1.4689
-0.5561 -0.5994
-0.7080  3.3109
-0.3795  1.9833
-0.5116  -1.6896
-0.2813  -0.5038
-0.9585 -0.5917
-1.2895 -0.8625
-1.3462  -1.7768
-1.2541 -2.8197
-1.4927 -1.5823

o NOR_NarfaguRnNoNONONONONOR=R=: RO NO NO RO RO N @ ==/

SCF = -412.945058

-2.1285
-1.2940
0.8238
0.0111
-1.5395
-0.4877
1.1001
-2.5603
-0.6890
1.6364
2.4402
4.8995
2.5255
3.6079
4.8332
3.7320
3.5664
5.7426
3.7904
5.8577
0.6075
-1.8407

-2.1835
-1.3067
0.9549
-0.0322
-1.4451
-0.3242
1.1267
-2.4386
-0.4444
1.8194
2.4138
4.7679
2.4037
3.6487
4.8164
3.5415
3.7049
5.7782
3.5127
5.6863
0.4501
-2.2174
-3.0041
-2.6839
-4.0693
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27-OCH2
-0.0668  0.5385
-0.0633  0.4379
-0.0542  0.2209
-0.0671  -0.7912
-0.0548  1.5922
-0.0504  1.4787
-0.0628 -0.9395
-0.0518  2.5781
-0.0507  0.1328
-0.0676 -2.3076
-0.0782  -5.0113
-0.0763 -3.3784
-0.0642 -2.6324
-0.0695 -3.9775
-0.0817 -4.7108
-0.0573  -1.8250
-0.0886 -5.5196
-0.0824 -6.0634
-0.0799 -2.6624
-0.0410  2.7498
-0.0659 -4.3500
1.0253  3.5262
-0.0388  2.5802
-1.0994  3.5386
-0.0578  -3.3233
-1.1306 -5.0801
0.9944 -5.0902
-0.0959 -5.2736
-0.1000 -5.9469
-0.1070 -7.0376
-0.0969 -5.4955

=Rl oNORLRSEO RS RS RO NN s R RoNoNONoNO RO N==R=: NONO RO RO RO NO R ==

SCF = -413.440714

0.2369
1.3256
4.1435
1.9574
2.1263
3.5232
3.3565
1.6428
5.2362
3.8926
4.7094
2.9815
5.2576
5.6561
3.3368
6.0003
2.5915
5.0240
0.9920
4.3480
7.1251
4.1092
5.6766
4.1144
7.9847
7.4862
7.4784
0.4592
-0.5447
-0.4771
-1.5422



Supporting Information

7 STRUCTURES

27-Cl
-0.0673  0.1616
-0.0641  0.1349
-0.0556  0.0961
-0.0680 -1.0629
-0.0558  1.3384
-0.0516  1.3124
-0.0639 -1.1037
-0.0527  2.2891
-0.0523  0.0709
-0.0688  -2.4389
-0.0792  -5.0747
-0.0772  -3.5641
-0.0655 -2.6675
-0.0707  -3.9792
-0.0825 -4.8669
-0.0589 -1.8100
-0.0892 -5.7369
-0.0833 -6.1008
-0.0808 -3.0327
-0.0961 -5.5160
-0.0427  2.6249
-0.0673  -4.2473
1.0194  3.4004
-0.0395  2.5530
-1.0981  3.4115
-0.0593 -3.1677
-1.1292  -4.9512
0.9902 -4.9619

SHsECEGEGCESNo oSOl R NoNoRo Yo XoRo i =-N:NoXoNoNo o NoR=:

SCF = -759.387878

0.1592
1.2494
4.0670
1.9401
1.9696
3.3725
3.3394
1.4311
5.1584
3.9547
4.9579
3.1118
5.3395
5.8319
3.5702
6.0188
2.8931
5.3399
1.0522
0.4562
4.1128
7.3172
3.8349
5.4534
3.8407
8.1139
7.7421
7.7353
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28-OCH2
-0.1317  0.5726
-0.1050  0.4641
-0.0356  0.2117
-0.1061  -0.7725
-0.0683  1.6108
-0.0340  1.4800
-0.0721  -0.9367
-0.0665  2.6056
-0.0084  0.1346
-0.0777  -2.3123
-0.0953  -5.0337
-0.1172  -3.3715
-0.0464 -2.6536
-0.0553 -4.0103
-0.1271  -4.7103
-0.0150 -1.8735
-0.1585 -5.5065
-0.1019 -6.0854
-0.1583  -2.6300
0.0034  2.6559
0.0334  3.6015
-0.0228  -4.3479
0.0034 -4.6200
-0.2141  -5.2358
-0.2509 -5.8936
-0.2670 -6.9850
-0.2691  -5.4270

N oN ol deolHdeol NN NoNoNoNoNoNoh"R--NoNoNoNONON@N==

SCF = -412.821623

0.2739

1.3616

4.1786

1.9819

2.1693

3.5669

3.3801

1.7076

5.2707
3.8999

4.6759

2.9737
5.2572

5.6366

3.3107
6.0263

2.5524
4.9871

0.9967
4.3900

5.0518

7.0315

8.1533

0.4249
-0.5885
-0.5374
-1.5789



Supporting Information

7 STRUCTURES

28-Cl
-0.1593  0.1671
-0.1255 0.1433
-0.0380  0.1001
-0.1219  -1.0542
-0.0850  1.3479
-0.0415 1.3186
-0.0788 -1.0973
-0.0871  2.3029
-0.0040  0.0956
-0.0796 -2.4341
-0.0879 -5.0793
-0.1229 -3.5581
-0.0397  -2.6652
-0.0442 -3.9831
-0.1281 -4.8636
-0.0053 -1.8237
-0.1624 -5.7303
-0.0910 -6.1012
-0.1799 -3.0221
-0.2394  -5.5049
-0.0000  2.5516
0.0334  3.5449
-0.0033  -4.2086
0.0296 -4.3903

ZzaozoQ~@D@m@Doaoaoaoaoao@mmaooaaoaam

SCF = -758.768521

0.1645
1.2544
4.0735
1.9473
1.9701
3.3742
3.3463
1.4419
5.1636
3.9599
4.9542
3.1153
5.3418
5.8300
3.5695
6.0384
2.8883
5.3437
1.0593
0.4569
4.1074
4.6973
7.2471
8.3877
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29-Cl1
0.0463  0.1557
0.0032  0.1194
-0.1061  0.0460
0.0038  -1.0909
-0.0561  1.3134
-0.1064  1.2938
-0.0459 -1.1382
-0.0477  2.2580
-0.1350  0.0021
-0.0331  -2.4857
0.0057  -5.1330
0.0258  -3.5955
-0.0780 -2.7247
-0.0517  -4.0509
0.0501  -4.9053
-0.1157 -1.8764
0.1001  -5.7601
0.0302 -6.1613
0.0723  -3.0396
0.1323  -5.5372
-0.0235  2.5073
0.0454 -4.2813
-0.4532  3.7493
0.1356  3.8746
-0.2339  4.6235
-1.5233  3.7649
-0.5186  2.4696
0.0395  1.7040
-1.5958  2.2570
-0.3144  3.4371
-0.4239  -3.2055
0.1096 -2.2651
-0.1736  -3.4689
-1.5084 -3.0206
-0.2993  -5.6387
0.3104 -6.3964
-1.3633  -5.8962
-0.0444 -5.7151

aefiasfiasli@Qualiaelissii@Rasliasla @Rz u: R NO WA AO RN j-:}--NoNoNoNoNoNo i ==} --NoNoNoNoNoNoR:=

SCF = -758.879534

0.1572
1.2461
4.0533
1.9179
1.9678
3.3832
3.3144
1.4292
5.1388
3.9216
4.8865
3.0611
5.2949
5.8020
3.5125
5.9762
2.8213
5.2440
1.0191
0.3594
4.1245
7.1931
3.4249
2.4985
4.0601
3.1654
5.5281
6.0952
5.6126
6.0163
8.1060
7.8794
9.1476
8.0447
7.6930
7.1671
7.5673
8.7633



Supporting Information

7 STRUCTURES

29-OCH2
-0.0326  0.4464
-0.0931  0.3737
-0.2489  0.1678
-0.0819 -0.8603
-0.1827  1.5277
-0.2629  1.4577
-0.1590 -0.9809
-0.1912  2.4917
-0.3087  0.0834
-0.1372  -2.3558
-0.0774  -5.0616
-0.0404  -3.4207
-0.2054 -2.6599
-0.1776  -4.0241
-0.0092  -4.7571
-0.2806 -1.8518
0.0676 -5.5568
-0.0535 -6.1063
0.0479  -2.7241
-0.3516  2.6024
-0.2460 -4.3287
-0.3665  3.9433
0.5622  4.1266
-0.4427  4.7377
-1.2326  4.0569
-0.4348  2.5570
0.4622  2.0790
-1.3345  2.0067
-0.5003  3.5746
-0.3490 -3.2762
0.5296  -2.6057
-0.3933  -3.7172
-1.2670 -2.6749
-0.2185  -5.7286
0.7221 -6.2313
-1.0725 -6.3041
-0.2844  -5.7747
0.1951  -5.4158
0.2794  -6.0940
0.3243 -7.1833
0.3138  -5.6504

TTQOIXNESD QDD DQEmDmQZZ~EomIrmaooacacaoamtaoacacacaas

SCF = -412.965358

0.1827
1.2708
4.0845
1.9127
2.0319
3.4597
3.3143
1.5272
5.1667
3.8680
4.6789
2.9515
5.2187
5.6605
3.3289
5.9427
2.5816
4.9823
0.9767
4.2141
6.9982
3.5892
3.0170
4.3523
2.9106
5.6900
6.1249
6.0213
6.1150
8.0319
8.0067
9.0439
7.8980
7.4762
7.1830
7.0727
8.5775
0.4109
-0.5825
-0.5106
-1.5829
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30-OCH2
1.3715  -0.1403
0.5248  0.2274
-1.6410  1.2100
-0.5903  -0.5627
0.5541  1.5372
-0.5263  2.0238
-1.6775 -0.0994
1.4286  2.1649
-2.4918  1.5880
0.9121 -2.8318
-0.4462 -5.1510
-0.1001  -3.4066
1.2460 -3.4415
0.5677  -4.5957
-0.7922  -4.5504
2.0424  -2.9988
-1.5776  -4.9952
-0.9794  -6.0556
-0.6446 -2.5217
-0.5223  3.4330
0.9089  -5.2746
-0.6264  3.4727
-1.5421 4.1814
0.5682  4.1622
1.8783  -4.6965
-0.1312  -5.3528
1.3194  -6.5420
-2.5545 -0.7236
1.4491  -1.9341
-0.7305 -5.1438
-0.2424  -5.8525
-0.4514  -6.9250
0.4166  -5.4515

=RaoNoRRio R RO RO RORONONORo RN HONONO RO NONON==R:: HONO RO NO RO N @ R ==

SCF = -413.446364

1.3641
1.9503
3.4454
2.2143
2.4471
3.1949
2.9490
2.2378
4.0263
4.0481
4.8853
3.2912
5.2656
5.6806
3.6675
5.8768
3.0420
5.2053
1.4452
3.7502
6.9903
5.0870
3.3059
3.4809
7.7107
7.8327
6.8356
3.1453
3.7309
0.8843
0.0360
0.0254
-0.7411



Supporting Information

7 STRUCTURES

30-Cl1
1.3831 -0.4403
0.5607 -0.0911
-1.5441  0.8355
-0.5173  -0.9163
0.5977  1.2147
-0.4556  1.6727
-1.5717  -0.4661
1.4473  1.8568
-2.3706  1.1897
0.9320 -2.9181
-0.5200 -5.0446
-0.0916  -3.5590
1.2230  -3.3520
0.4954 -4.4114
-0.8233 -4.6144
2.0233 -2.8606
-1.6069 -5.1284
-1.0868 -5.8805
-0.55644 -2.9310
-0.5217  -5.4400
-0.4512  3.0669
0.8400 -4.8480
-0.4946  3.1061
-1.5002  3.8175
0.6097  3.8325
0.7098  -3.8728
0.1128  -5.8566
2.1091  -5.2635
-2.4248  -1.1096
1.5050  -2.0985
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SCF = -759.387616

1.2226
1.8493
3.4454
2.1443
2.3575
3.1585
2.9294
2.1193
4.0649
4.0109
5.1489
3.3220
5.3088
5.8752
3.8486
5.8697
3.2743
5.5698
1.3477
0.8531
3.7292
7.2770
5.0727
3.3508
3.4268
8.1928
7.7802
7.4207
3.1506
3.5694
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31-Cl1
1.6003 -0.5195
0.5694 -0.1623
-2.0732  0.7795
-0.4659 -0.9196
0.2914  1.0803
-1.0331  1.5465
-1.7787 -0.4617
1.0949  1.6830
-3.0984  1.1504
1.3041  -4.3420
-0.6257 -3.7436
0.1887  -3.5598
1.4582  -4.8328
0.4968  -4.5300
-0.7871  -3.2536
2.3221  -5.4557
-1.6630 -2.6488
-1.3734  -3.5200
-0.0335 -2.8382
0.5545  -5.2461
-2.5877 -1.0536
2.0447  -4.5972
-1.3269  2.8190
-1.5640  3.8435
0.6586  -5.0304
0.7892  -5.4315

ZazaogOQ~ZIZDIZaoaoaoaoaazmdaaoaaaaaxm

SCF = -758.768219

2.6545
2.6823
2.7423
2.1473
3.2646
3.2930
2.1661
3.6893
2.7616
3.5007
5.4668
3.2243
4.8031
5.7814
4.1669
5.0497
3.9178
6.2312
1.2431
0.6057
1.7342
2.7298
3.8882
4.3681
7.1166
8.1923



Supporting Information

7 STRUCTURES

31-OCH2
1.6086 -0.0374
0.5541  0.2548
-2.1515 1.0314
-0.4404 -0.5468
0.1872  1.4690
-1.1640  1.8548
-1.7862 -0.1830
0.9517  2.1175
-3.2020  1.3426
1.3576  -4.2405
-0.6007  -3.9372
0.2585  -3.4040
1.4763  -4.9452
0.5005  -4.7908
-0.7288  -3.2317
2.3307 -5.6132
-1.5876 -2.5722
-1.3581 -3.8255
0.1090 -2.3570
-2.5583  -0.8160
2.1128 -4.3705
-1.5410  3.1009
-1.8444  4.1026
0.6266 -5.5125
0.7281 -6.0934
0.9518 -4.7862
0.5871  -5.5992
1.1326  -6.5376
-0.2897  -5.4277

TZQozaZzZzaomEZ~EHEIEK@DOOaao@m o=

SCF = -412.827314

2.7695
2.7855
2.8234
2.2299
3.3760
3.3940
2.2354
3.8191
2.8367
3.3043
5.3107
3.1455
4.5079
5.5077
4.1098
4.6679
3.9597
6.0951
1.3147
1.7890
2.5176
3.9997
4.4874
6.7420
7.7347
0.5351
-0.2808
-0.4073
-0.9137
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32-Cl1
1.6353 -0.5476
0.6058  -0.1842
-2.0253  0.7647
-0.4104 -0.9215
0.3224  1.0317
-1.0052  1.5246
-1.7186  -0.4494
1.1288  1.5874
-3.0642  1.1140
1.3787  -4.4375
-0.4771  -3.8623
0.2870  -3.6005
1.5476  -4.9903
0.6260 -4.7128
-0.6475 -3.3092
2.4011  -5.6433
-1.5020 -2.6563
-1.2008 -3.6265
0.0341  -2.7933
0.6372 -5.1833
-2.5205 -1.0203
2.0927 -4.6770
-1.3305  2.6877
0.8724  -5.1687
-2.5898  3.3937
-2.7895  4.1910
-3.4391  2.6895
-2.5703  3.8417
-0.2237  3.6436
0.1799  4.1269
0.6000 3.1171
-0.5788  4.4285
1.7613 -6.3504
2.7323  -6.1577
1.3371  -7.2782
1.9719 -6.5124
-0.2753  -5.1936
0.0856  -5.4386
-1.0562  -5.9201
-0.7328  -4.1896

Do QZODZoamaOOoQZzoQ~OOzZooaoaoaa@mmanoanoaam

SCF = -758.879749

2.8639
2.8730
2.8992
2.2746
3.4945
3.5231
2.2857
3.9650
2.9030
3.4770
5.5104
3.2554
4.7431
5.7863
4.2444
4.9179
4.0482
6.2876
1.3218
0.5199
1.8139
2.6785
4.2738
7.1017
3.9105
4.6452
3.9645
2.9046
4.5511
3.6475
5.0657
5.2389
7.2632
6.7721
6.8457
8.3333
8.0474
9.0603
7.7704
8.1063



Supporting Information

7 STRUCTURES

32-OCH2
1.7043 -0.0086
0.6813  0.2985
-1.9545  1.0720
-0.4012  -0.5398
0.4603  1.5313
-0.8708  1.9597
-1.7130  -0.1570
1.3093  2.1748
-2.9784  1.3592
1.4311  -3.5824
-0.8238  -4.8037
0.1610 -3.4616
1.5889  -4.3333
0.4626 -4.9686
-0.9671  -4.0499
2.5797  -4.4237
-1.9588  -3.9246
-1.7052  -5.2592
-0.0610 -2.3579
-2.5540 -0.8186
2.3003  -3.0944
-1.1004  3.1819
0.6151 -5.7317
-2.4698  3.6507
-2.4526  4.6484
-2.9753  2.9639
-3.0798  3.7327
0.0039  4.1212
0.5331  4.4194
0.7325  3.6692
-0.3741  5.0439
1.9263 -5.8690
2.2913 -4.8951
2.6811 -6.2916
1.8597  -6.5521
-0.5442  -6.3504
-0.2209  -6.9547
-1.0876 -7.0288
-1.2475 -5.5845
0.3961 -4.8244
0.6117 -5.8611
0.7755 -6.7831
0.6514 -5.9192

TTQoOIXNODnQfODDQEODmQE@ODIQZZIE~Irmacaoaocacaommaoacacacaam

SCF = -412.973929

2.3138
2.5461
3.1429
2.2504
3.1310
3.4444
2.5580
3.3485
3.3695
3.6322
4.7904
3.0567
4.7823
5.4012
3.6403
5.2228
3.1966
5.2371
1.3080
2.3350
3.1822
4.0244
6.5303
4.3312
4.8039
5.0350
3.4123
4.3196
3.3954
5.0178
4.7937
7.2024
7.5782
6.5136
8.0680
7.2106
8.0770
6.5271
7.5871
0.2883
0.8633
0.3024
1.9594

97

33-OCH2
-1.4581  0.7857
-0.7784  0.3338
0.1715 -0.1783
-1.0441 -0.8643
-0.0233  1.2999
0.4554  1.0527
-0.5795 -1.1289
0.1909  2.2611
1.0464  1.8100
0.5352  -0.4006
-1.8388 -1.9012
-1.3526 -2.2122
-2.8539 -1.5249
-1.9745 -2.8125
-0.8171 -2.1048
-2.2596  1.4155
-1.9772  2.4909
-1.3807  3.2240
-2.3163  2.7600

DKoo HEHOmDaoERmEmaaQQzZzaq

SCF = -412.491826

33-Cl1
-1.3868  1.1733
-2.1380  1.9758
-0.7444  0.4610
0.0947  -0.3376
-0.9399 -0.8095
-0.1091  1.3819
0.3109  0.9963
-0.5293 -1.2311
0.0410  2.4068
0.8039  1.7010
0.4194 -0.6593
-1.6060 -1.7886
-1.0420 -1.8977
-2.6201 -1.4303
-1.7057 -2.7825
-0.7145  -2.2709

DD DQEZITDTQQQQZ00 Q-

SCF = -758.393009

-3.6263
-1.6970
0.8789
-1.0818
-1.0167
0.2708
0.1919
-1.5080
0.8024
1.8912
-1.7776
-2.7302
-2.0397
-1.1656
0.6465
-6.0019
-6.4700
-5.9093
-7.4794

-3.4730
-5.8178
-1.4535
1.0852
-1.0289
-0.5953
0.6654
0.2349
-0.9560
1.3382
2.0763
-1.9193
-2.8726
-2.2060
-1.4586
0.5229



Supporting Information 7 STRUCTURES

34-Cl1 35-OCH2
I -1.4593 1.1952 -3.4116 I -1.7654 1.1437 -3.2705
Cl -2.3216 1.9148 -5.7736 C -0.8836 0.5676 -1.4819
C -0.7476 0.5653 -1.4412 N 0.2593 -0.2033 0.9514
C 0.1178 -0.3445 1.0403 C -0.9861 -0.7535 -1.0299
C -0.9223 -0.7601 -1.0799 C -0.1922 1.4931 -0.6912
C -0.1352 1.4558 -0.5618 C 0.3761 1.0997 0.5224
C 0.3004 0.9960 0.6881 C -04121 -1.1304 0.1861
N -0.4893 -1.2059 0.1562 H -1.5232 -1.5100 -1.6244
H -1.4033 -1.4828 -1.7570 H -0.0913 2.5418 -1.0130
H 0.0027 2.5055 -0.8486 H 09230 1.8183 1.1554
H 0783 1.6726 1.3971 H -0.4857 -2.1673 0.5544
H 0.4502 -0.7262 2.0118 H 1.9213 -0.9543 2.0807
H -0.1606 -3.2950 -0.1850 C 0.8742 -0.6137 2.2330
C -0.6833 -2.6261 0.5282 H 0.8972 0.2155  2.9696
H -0.2985 -2.8552 1.5381 H 0.3203 -1.4456 2.7146
H -1.7593 -2.8933 0.5154 O -2.8218 1.8667 -5.5783
C -2.1309 1.9681 -6.5596
SCF = -758.378225 H -1.05612 1.7666 -6.5257
H -2.5695 2.2676 -7.5207
34-OCH2 SCF = -412.491867
I -1.5123 0.7390 -3.6052
C -0.8370 0.3826 -1.6754
C 0.0384 -0.1965 0.9058 35-Cl1
C -0.9393 -0.9098 -1.1597 I -1.4534 1.0388 -3.4121
C -0.2888 1.4007 -0.8881 Cl -2.3589 1.7013 -5.7787
C 0.1495 1.1034  0.4084 C -0.6995 04870 -1.4424
N -0.5035 -1.1875 0.1188 N 0.2641 -0.2199 1.0811
H -1.3688 -1.7358 -1.7581 C -0.7960 -0.8304 -0.9822
H -0.2010 2.4255 -1.2784 C -0.1081 1.4430 -0.6081
H 0.5834 1.8874  1.0447 C 03715 1.0884 0.6493
H 03775 -0.4505 1.9237 C -0.3146 -1.1807 0.2770
H -0.0541 -3.2868 0.0148 H -1.2555 -1.5976 -1.6184
C -0.6244 -2.5674 0.6407 H -0.0213 2.4831 -0.9479
H -0.2393 -2.6662 1.6753 H 08379 1.8197 1.3194
H -1.6842 -2.9004 0.6583 H -0.3810 -2.2071 0.6555
O -2.3408 1.2419 -6.0488 H 18633 -0.3735 2.4999
C -2.1526 2.3249 -6.5418 C 0.7783 -0.5819 2.4211
H -2.4974 25386 -7.5623 H 0.2585 -0.0091 3.2140
H -1.6358 3.1245 -5.9931 H 0.6342 -1.6552 2.6449
SCF = -412.493150 SCF = -758.374507

98



Supporting Information 7 STRUCTURES

36-OCH2 37-OCH2
-0.4430 0.6404 -0.2483 -0.4047  0.5933 -0.2611
-0.4419 19169 -0.7856 -0.7303  1.8608 -0.7121
-0.2554 2.7959  0.2684 -0.5080 2.7420  0.3318
-0.2617  0.7214  1.1360 0.0360 0.6783  1.0657
-0.2254 -0.1403 1.7920 -0.0430  2.0274  1.4433
-0.1441  2.0722  1.4597 -1.4477  2.3452  -2.6109
0.0070  2.5276  2.4314 -0.8633  4.5476  -0.7706
-0.6480 2.4196 -2.7881 -0.7413  4.1899  0.2763
0.6234  4.5593 -0.5590 0.1038  4.7603  0.7154
-0.1807  4.2556  0.1470 -1.6689  4.4678  0.8245
0.0340 4.7319  1.1235 0.4879 -0.9753 -1.4074
-1.1362  4.6764 -0.2326 -0.5107 -0.6360 -1.0558
0.1615 -0.6750 -1.8201 -0.9723  -1.4627 -0.4753
-0.6034 -0.5987 -1.0162 -1.1474 -0.4891 -1.9579
-0.4984 -1.4915 -0.3691 0.4927 -0.5039 1.8790
-1.6031 -0.6455 -1.4982 0.2949  2.6580  2.7685
-0.9680 3.0484 -5.2634 1.1446 -0.1724  2.9947
-2.0772  3.1516  -5.7269 1.3296 -1.3155 1.2193
-2.2101  3.4209 -6.7835 -0.5202 -1.2849 2.2714
-2.9749  2.9820 -5.1159 1.4337  3.3598  2.7308
-0.6348  3.5172  3.2054
0.4464 1.7808  3.7618
-2.2623  2.9347  -4.9401
-1.4803 3.2835 -5.7924
-1.8439 3.5344 -6.7985
-0.4023  3.3588  -5.5912

mmoommaoammmaoam~IZDaQ@EDaQZaZ

SCF = -412.508791

36-Cl
-0.3490  0.5845 -0.1692
-0.5894 1.8564 -0.6371
-0.3551 2.7129  0.4145 SCF = -412.987317
0.0396  0.6395 1.1879
0.2800 -0.2330 1.7689
0.0357 1.9753  1.5543 37-C1
0.2717  2.4305  2.4996 -0.3133  0.5830 -0.1908
21,2342 2.4170  -2.7002 -0.5596  1.8586  -0.6432
-0.8061 4.5082 -0.6415 -0.3725 2.7154  0.4166
-0.4867 4.1735  0.3735 0.0467  0.6296  1.1717
0.4764  4.6656  0.5990 -0.0136  1.9745 1.5614
-1.2467  4.5242  1.0946 -1.1632  2.4410  -2.7547
0.4915 -1.1863 -1.0038 -0.6249  4.4863  -0.7389
-0.4737  -0.6516  -0.9495 -0.5197  4.1742  0.3292
-1.2325  -1.3239  -0.5102 0.3618  4.7000  0.7392
-0.7914  -0.4234 -1.9942 -1.4305 4.5210  0.8548
-1.9802 3.0626 -5.0893 0.5639 -1.0476 -1.2601
-0.4302  -0.6210 -1.0240
-1.0549 -1.3943  -0.5408
-0.9125 -0.3673  -2.0000
-1.8455 3.0978 -5.1375
0.4118 -0.5598  2.0023
0.2473  2.5591  2.9135
1.3563 -0.3139  2.9196
0.8979 -1.6109 1.3239
-0.6223  -1.0611  2.6922
1.5451  2.8033  3.1429
-0.3591  3.7299  3.1636
-0.1453  1.7786  3.9286

TmQoHHEmHHHMOQQEZDQEEZEEQIEZ~QQZaz

Qrmaomz@maom—~Zazazaz

SCF = -758.414313

HmHmHEmQQQEmaEOIEZaD~QQzZzaz
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SCF = -758.909033 39-Cl1
-0.3452  0.5830 -0.1757

-0.5579  1.8581 -0.6462
-0.3364  2.7122  0.4090
0.0167  0.6270  1.1980
0.0222  1.9699  1.5669
-1.1463  2.4279 -2.7185
-0.7438  4.5006 -0.6758
-0.4531 4.1743  0.3500
0.5087  4.6580  0.5961
-1.2268 4.5376  1.0494
0.4874 -1.1871 -1.0174
-0.4725 -0.6429 -0.9731
-1.2444 -1.3106 -0.5512
-0.7714  -0.3979 -2.0190
-1.8300 3.0892 -5.1274
0.3107 -0.5789  1.9923
1.1597 -1.1461 1.5774
-0.5534 -1.2615 2.0362
0.5722  -0.3264 3.0319
0.3239 25985  2.8651
1.1816  3.2873  2.7974
0.5759  1.8480  3.6306
-0.5331  3.1741  3.2509

38-OCH2
-0.0333 -0.9779 -0.9960
-0.6178  0.1647 -1.5146
-0.5541  1.1466 -0.5409
0.4101 -0.7152 0.3120
0.0818  0.6241  0.5989
-1.4609 0.3637 -3.4087
-2.1194  2.5109 -1.0534
-1.0701  2.5133 -0.6816
-0.4565 3.1002 -1.3992
-1.0648  3.0556  0.2867
0.8407 -2.1823 -2.5283
0.0993 -2.2570 -1.7033
0.4332 -3.0688 -1.0241
-0.8716 -2.5747 -2.1458
1.0619 -1.6623 1.1424
1.5940 -2.4244 1.8275
0.3218 1.3569  1.7892
0.5233  1.9435 2.7632
-2.4354 0.6217  -5.7380
-1.7384 0.9834 -6.6561

-0.6721  1.2107 -6.5169
-2.1698  1.0917  -7.6607 SCF = -758.445320

ToDDQEZITDQQErIamIEramn~aazaz

TTQozaozZzaormarzmmazm—~aazaz

SCF = -412.369715
39-OCH2

-0.1573  0.6214  -0.3399
-0.3024 19184 -0.8018
-0.2274  2.7505  0.3020
-0.0024 0.6333  1.0592
-0.0467 19775  1.4645
-0.5677  2.5036 -2.7752
-0.0578  4.6186 -0.7353
-0.3292  4.2143  0.2642
0.3538 4.6785  1.0029
-1.3629  4.5443  0.4932
0.5444 -1.3376 -0.8049
-0.1715 -0.5808 -1.1818
-1.1817 -1.0383 -1.1999
0.1148 -0.3499 -2.2311
0.1731 -0.5816 1.8699
1.1477  -1.0689  1.6868
-0.6123  -1.3345 1.6840
0.1381  -0.3626  2.9525
0.0700  2.5509  2.8141
1.0105  3.1151  2.9484
0.0670  1.7691  3.5951
-0.7620  3.2332  3.0602
-0.9817  3.2328  -5.2267
-2.1086  3.3645 -5.6356
-2.9797  3.1822  -4.9907
-2.2873 3.6733 -6.6743

38-Cl1
0.0545 -0.9877 -0.8740
-0.4882  0.1441 -1.4389
-0.5104 1.1176  -0.4660
0.3840 -0.7317  0.4795
0.0270  0.5987  0.7373
-1.2070  0.3649  -3.5803
-1.3836  2.6413 -1.6729
-1.0098  2.48380 -0.6323
-0.2088  3.2298  -0.4513
-1.8485 2.6944  0.0593
-0.0871 -2.2131 -2.6114
0.2674 -2.2708 -1.5545
1.3409 -2.5387 -1.5754
-0.2926 -3.0850 -1.0568
-2.0164 0.6157 -6.0000
0.9631 -1.6884 1.3484
1.4358 -2.4666  2.0600
0.1495 1.3431 1.9359
0.2511  1.9474  2.9155

ZaozaoQ@onoaoaz@mzmaz~aoazaz

SCF = -758.292212

mTmoo@mmmaomEmmaommaomEmEmaom-QQzaz
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SCF = -412.545070

40-OCH2
0.0656  -0.9615
-0.1924  0.2752
-0.2466  1.2096
0.2012  -0.7929
-0.0050  0.5699
-0.4252  0.6383
-1.5308  2.7815
-0.5550  2.6345
0.2247  3.1454
-0.6136  3.1306
1.1608 -2.1664
0.2744  -2.2230
0.4413 -3.0534
-0.6092 -2.4751
0.5270 -1.8629
-0.0939  1.2422
1.2025  1.6304
1.8138  0.7446
0.8821  2.1092
1.7070  2.3404
-0.2107  -1.9698
-0.1279  -1.0433
0.3264 -2.7993
-1.2520 -2.2315
-0.7887  1.0774
-1.8906  0.9692
-2.0478  1.1545
-2.7588  0.6861

Dmoommmaoammmaoaoommammmam—~QQZzZaz

SCF = -412.620217

-1.1385
-1.7206
-0.7065
0.2537
0.5304
-3.7498
-1.3766
-0.8688
-1.4709
0.1233
-2.5252
-1.8596
-1.1404
-2.4805
1.0043
1.6962
2.2679
2.4603
3.2051
1.6087
2.2706
2.8477
2.7544
2.0606
-6.2702
-6.7488
-7.8199
-6.1373

7))
Q
55|

CEEQEDTmQooQmIEman I IR~ Qzaz

~
=~

TTZTQOoOEZ~EEDOQQOQOCOm

40-Cl1
-0.0570 -1.0546 -0.9811
-0.5038 0.1267 -1.5435
-0.4872  1.0830 -0.5566
0.2733  -0.8306  0.3788
-0.0107  0.5075  0.6541
-1.1306  0.4193 -3.6619
-1.9587  2.5021 -1.1536
-0.9430 2.4704 -0.7066
-0.2686  3.0299 -1.3847
-0.9742 29772 0.2750
0.9487 -2.2261 -2.4501
0.1379 -2.3201 -1.7002
0.3996 -3.1305 -0.9956
-0.7875 -2.5986  -2.2457
-1.8559 0.76564 -6.1202
0.8009 -1.8415 1.1128
0.0270  1.2150  1.8100
1.3594  1.7315  2.1326
2.0645 0.9036  2.2450
1.1730  2.2363  3.0880
1.6841  2.4357 1.3630
0.1227  -2.0489 2.3941
0.1128 -1.1191 2.9726
0.7616 -2.8096  2.8585
-0.8885 -2.4240 2.2153
= -758.521858
ONIOM(DFT:PM?7)
1-OCH2

3.1962  0.2681 -1.1340
2.4235 0.1838 -0.3699
0.4462 0.0174 1.5961
1.9629 -1.0540 0.0717
1.8830 1.3446 0.1824
0.8960 1.2632  1.1628
0.9785 -1.1510 1.0519
2.2364 23182 -0.1552
0.6153 -2.1160 1.4054
-0.3239 -0.0466  2.3639
2.7716  -2.8152 -0.7605
0.4775 21726  1.5911
3.4070  -5.2970 -2.4472
2.5710  -5.2977 -3.3056
2.5396 -6.0845 -4.0711
1.8038 -4.5118 -3.3593

SCF = -412.729000
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1-Cl SCF = -412.678490
H 27035 0.0415 -1.4679
C 21153 0.0483 -0.5533
C 0.6075 0.0927 1.7932 3-Cl

C 16762 -1.1333 0.0257 H 0.3870 0.1545 0.0690
C 1.7953 1.2656  0.0501 C  0.2397 0.1403  1.1466
C 1.0416 1.2889 1.2231 C  -0.1367 0.0864 3.9229
C 09258 -1.1263 1.1923 C  0.3475 -1.0441 1.8613
H 21330 2.1965 -0.3934 C  -0.0610 1.3210 1.8169
H 05821 -2.0533 1.6452 C  -0.2487 1.2862 3.2061
H 0.0210 0.1110 2.7059 C  0.1646 -1.0847 3.2362
I 21878 -3.0889 -0.9428 H -0.1521 2.2648 1.2789
Cl 27997 -5.4330 -2.1071 H 02536 -2.0217 3.7813
H 0.7937 2.2348 1.6906 H -02859 0.0817 5.0028
I 0.8404 -3.0215 0.7203
SCF = -758.500155 Cl 1.3790 -5.1837 -0.5262
N -0.5627 2.5036  3.9085
O -0.6585 3.5478  3.2743
2-Cl1 O -0.7252 2.4642 5.1225

0.3740 0.1620 0.0726

0.2310 0.1442 1.1513 SCF = -758.522418

-0.1365  0.0977  3.9238

0.3426 -1.0402 1.8648

-0.0685 1.3249 1.8260 3-OCH2

-0.2528  1.3008  3.2149 0.2903  0.0252  0.1133
0.1633  -1.0776  3.2399 0.1747  0.0474  1.1980

-0.1604 22624 1.2840 -0.1289  0.1387  3.9840
0.2536  -2.0123  3.7898 0.2831 -1.1102 1.9684

-0.2808  0.0881  5.0010 0.0875 12634  1.8229
0.8319 ~ -2.9860  0.7420 -0.2368  1.2980  3.2117

1.3860  -5.1819  -0.5249 0.1333 -1.0750  3.3545
-0.5591  2.4998  3.9062 -0.1761  2.1838  1.2346
-0.8098  3.4807  4.4716 0.2169 -1.9792  3.9616

-0.2498 0.1865  5.0725
0.6822 -2.9515 1.0187
-0.5104  2.5693  3.8673
-0.5990 3.5675  3.1713
-0.6376  2.5750  5.0806
1.3107 -5.2998 -0.7763
1.4779  -4.9072 -1.8962
1.7182 -5.5997 -2.7140
1.3971  -3.8398 -2.1473

ZaQ—-ODI@mmaoaoaaQas

SCF = -758.461389

2-OCH2
0.3157  0.0086  0.1172
0.1918 0.0385  1.2006
-0.1332  0.1549  3.9786
0.2929 -1.1126 1.9799
-0.0739  1.2585  1.8172
-0.2360 1.3160  3.2054 SCF = -412.734336
0.1325 -1.0660 3.3636
-0.1555 21678  1.2189
0.2102 -1.9647 3.9789
-0.2610  0.2057  5.0618
0.6969 -2.9616 1.0479
-0.5067  2.5621  3.8332
-0.7270  3.5771  4.3438
1.3276  -5.3062 -0.7716
1.4637 -4.8781 -1.8825
1.6969 -5.5421 -2.7257
1.3604 -3.8052 -2.0999

mmaoooozZz~mmmaaoaaaam

TDQoZa~EZEI@DmEaoaoacaads
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4-OCH2
1.2674  0.5569
0.8265 0.3831
-0.3064 -0.0127
0.7866  -0.8878
0.2924  1.4599
-0.2772  1.2685
0.2254 -1.0961
0.3215  2.4565
0.1929 -2.0865
-0.7453  -0.1690
1.5896  -2.5225
-0.8331  2.4286
-1.5915  2.1290
-0.0363  2.9529
-1.3061  3.1660
2.0991 -4.9516
1.0431 -5.1524
0.9113 -5.9735
0.1667 -4.5231

NN No R _Ru=jjroNoNONORON@N==

SCF = -412.744595

4-Cl
0.3918  0.1511
0.2426  0.1233
-0.1444  0.0812
0.3495 -1.0645
-0.0618  1.3032
-0.2573  1.2846
0.1600 -1.0981
-0.1463  2.2361
0.2443 -2.0294
-0.2933  0.0631
0.8303  -2.9559
1.4080 -5.2388
-0.5702  2.5503
-1.1982  2.3710
0.3542  3.0332
-1.1006  3.2718

asliaslias NORONN=: RN o Yo No N o R o R o)==

SCF = -758.514529

0.2279
1.2099
3.7311
1.7779
1.9135
3.1752
3.0349
1.4763
3.4898
4.7151
0.7172
3.9273
4.6637
4.4787
3.2634
-1.0943
-1.6237
-2.3410
-1.4120

0.0638
1.1414
3.9031
1.8490
1.8211
3.2036
3.2224
1.2744
3.7789
4.9772
0.7577
-0.5583
3.9350
4.8163
4.2815
3.3015

asfiasfiasfiaslias i o NG AO NN N N No o No No Xo X R =2

-0.2056
-0.1118
0.1239
0.3499
-0.4624
-0.3436
0.4719
-0.8248
0.8352
0.2106
0.9061
1.5645
-0.6850
-2.1225
0.1628
-2.4269
-2.3734
-2.7109
0.0073
-0.0265
1.2215

5-Cl
-0.1009
-0.0275
0.1770
-1.0971
1.1618
1.2605
-1.0083
2.0040
-1.8494
0.2708
-3.0106
-5.2964
2.4537
2.7742
3.5953
3.0545
3.5974
1.8912
3.9313
4.4393
3.3036

SCF = -758.498259

e @N@Ruguriias BB NN A Rl NoNoNoNONO RO R ==

5-OCH2
1.8773  0.2495
1.1731  0.1930
-0.6234  0.0953
0.7541 -1.0314
0.6923  1.3742
-0.2111  1.3491
-0.1394 -1.0827
1.0341  2.3187
-0.4734  -2.0352
-1.3175  0.0330
1.4762  -2.8185
-0.5911  2.5362
-1.8102  2.4878
-0.4818  3.7811
-2.6988  2.1437
-2.0257  3.4844
-1.6406  1.8147
-1.0435  3.7542
-0.8433  4.6360
0.5836  3.9803
1.9475  -5.3248
1.0819  -5.2458
0.9727  -6.0040
0.3647 -4.4123

SCF = -412.728879

103

0.0105
1.0924
3.8709
1.8451
1.7300
3.1208
3.2233
1.1523
3.8111
4.9497
0.8099
-0.4259
3.8685
3.7235
3.4593
2.7048
4.4093
4.0276
2.4239
4.1396
3.5710

0.5035
1.3360
3.4695
1.8493
1.8858
2.9697
2.9157
1.4724
3.3323
4.3027
1.0057
3.6124
4.4369
2.8334
3.8833
4.8571
5.2978
1.8858
3.4288
2.6137
-0.7452
-1.5699
-2.3569
-1.5706



Supporting Information

7 STRUCTURES

6-Cl
0.2966  0.1573
0.2139  0.0870
-0.0003  -0.0852
0.3612 -1.1311
-0.0427  1.2388
-0.1455 1.1314
0.2572  -1.2290
-0.1623  2.2038
0.3726  -2.1859
-0.0811 -0.1630
0.7805 -2.9749
1.2869 -5.1920
-0.3980  2.3367
-0.5142  2.3325
0.4200 2.0054
-1.3561  1.7107
-0.7080  3.3877

DDmQoQ~mEZIEaaaaaam

SCF = -758.562840

6-OCH2
0.4875 -0.0461
0.3537 -0.0653
0.0074  -0.0898
0.4860 -1.2501
0.0471  1.1146
-0.1237  1.0908
0.3158  -1.2697
-0.0622  2.0533
0.4183 -2.1927
-0.1246  -0.1077
0.9545 -3.0372
-0.4192 2.3123
-0.6049  2.3992
0.3102  2.1238
-1.4565 1.7913
-0.8224  3.4677
1.4645 -5.2911
1.1893 -4.8122
1.2711  -5.3952
0.8446 -3.7718

e NoN o= NoNON g NoNOoNONONON@ R=-!

SCF = -412.792095

0.0731
1.1574
3.9491
1.8087
1.8960
3.2896
3.1847
1.4189
3.6921
5.0238
0.6068
-0.8303
3.8916
5.3042
5.7709
5.6238
5.5306

0.1436
1.2266
4.0125
1.9554
1.8873
3.2823
3.3355
1.3484
3.9102
5.0893
0.9437
3.7956
5.2024
5.7358
9.5231
5.3395
-1.0746
-2.1379
-3.0650
-2.2261

mommoonO~ODOmTmDoacacacaam

7-Cl
0.9727  0.3805
0.4415  0.1329
-0.9305 -0.4862
0.2877 -1.1852
-0.0930  1.1572
-0.7745  0.8411
-0.3935 -1.5067
0.0268  2.1914
-0.5154  -2.5423
-1.4668 -0.7378
1.1691 -2.8471
2.1928  -4.7836
-1.4874  2.1421
-0.1449  2.4975
-0.4820  3.2924
0.7624  2.8300
0.1015  1.6145

SCF = -758.505563

o NOpgufnNeReR Nz BNONONORO RO RO N==!

7-OCH2
2.0912  0.1814
1.2038  -0.1306
-1.0666 -0.8824
0.6879 -1.4176
0.5758  0.7872
-0.5572  0.4141
-0.4437  -1.8020
0.9933  1.7908
-0.8541  -2.8099
-1.9522  -1.1944
1.6293 -2.8055
-1.4332 1.4923
-0.5259  3.0667
-1.0406  3.7600
-0.5163  3.5218
0.5065  2.9613
2.5345 -4.5740
1.8264  -4.2580
1.9200 -4.7334
1.0568  -3.4809

SCF = -412.731441

104

0.5251
1.4416
3.7950
1.8449
2.2240
3.3983
3.0096
1.9081
3.3200
4.7075
0.5778
-0.8976
4.3769
5.5664
6.2367
5.0538
6.1631

1.7159
2.2685
3.7111
2.1546
3.1107
3.8301
2.8718
3.1878
2.7933
4.2693
0.8790
4.9213
4.8869
5.5666
3.8907
5.2376
-1.4536
-2.3671
-3.3526
-2.2536



Supporting Information

7 STRUCTURES

8-Cl
0.5626  0.1654
0.3401  0.1301
-0.2327  0.0482
0.3516 -1.0722
0.0386  1.3075
-0.2478  1.2629
0.0700 -1.1264
0.0271  2.2546
0.0816 -2.0733
-0.4532  0.0004
0.8430 -3.0143
1.3983  -5.2073
-0.5680  2.5432
-0.8347  2.4610
0.4040  3.4601
-1.6328  3.1858

HOHOQQ—-ZODZoaaaaaansm

SCF = -758.765884

8-OCH2
1.2930  0.5393
0.8340 0.3717
-0.3448  -0.0105
0.7484 -0.9021
0.3230  1.4596
-0.2656  1.2650
0.1655 -1.1028
0.3893  2.4599
0.0984 -2.0961
-0.7995 -0.1791
1.5155  -2.5541
-0.8055  2.4652
-1.3619  2.2253
0.1180  3.3941
-1.7530  3.1127
2.0672  -4.9451
1.0674 -5.1639
1.0144  -5.9892
0.1660 -4.5473

TDaooHHHO~RZZDZOQaaH

SCF = -412.983088

0.1016
1.1659
3.9016
1.8574
1.8463
3.2144
3.2138
1.3109
3.7494
4.9653
0.7304
-0.5415
3.9094
5.2151
3.8507
3.4173

0.2707
1.2463
3.7557
1.8052
1.9506
3.2013
3.0540
1.5145
3.5010
4.7347
0.7407
3.9238
5.1101
4.1766
3.2431
-1.0469
-1.6703
-2.3930
-1.5424

9-OCH2
H 0.3057 -0.0339
C 01908 0.0118
C  -0.1122 0.1725
C  0.2983 -1.1269
C  -0.0707 1.2441
C -0.2177 1.3034
C 01494 -1.0589
H -0.1556 2.1379
H 02322 -1.9474
H -0.2295 0.2296
I 0.6946 -2.9894
Br -0.5730 2.9784
O 13242 -5.3397
C  1.4580 -4.8807
H 16920 -5.5207
H 13542 -3.8023
SCF = -412.722471
9-Cl

H 03246 0.1470
C  0.2040 0.1316
C -0.1083 0.1026
C  0.3400 -1.0460
C  -0.0931 1.3200
C  -0.2422 1.2745
C  0.1888 -1.0769
H -0.2017 2.2472
H 02976 -2.0058
H -0.2287 0.0881
I 0.8222 -2.9800
Cl 1.3779 -5.1995
Br -0.6498 2.8961

SCF = -758.500824

105

0.0975
1.1809
3.9613
1.9766
1.7802
3.1607
3.3604
1.1604
3.9892
5.0448
1.0705
3.9764
-0.7635
-1.8622
-2.7237
-2.0496

0.0642
1.1456
3.9295
1.8639
1.8184
3.1978
3.2413
1.2642
3.7975
5.0084
0.7512
-0.5262
4.1298



Supporting Information

7 STRUCTURES

10-OCH2
0.2011  -0.3774
-0.1085  0.0606
0.1086  -1.4662
0.1385  0.9294
-0.0161 1.1494
-0.0460 -1.2473
0.4373  -0.6911
0.1677  -2.8079
0.2159 -3.8965
-0.1394 -2.3559
-0.2151  -3.2558
-0.2644  0.2818
-0.3911  0.4619
-0.0788  2.4799
-0.1295  3.5605
0.2296  2.0552
0.3052  2.9590
0.7728  -0.3525
0.8055  0.8200
0.92567 1.1771
0.7165 1.5774

TDmaQoZazazazaoazao~aoaoaoaaa

SCF = -412.441795

11-OCH2
0.0004 -0.2590
-0.0003 -0.0474
-0.0003  -1.4289
0.0008  1.0049
0.0004 1.1133
-0.0007 -1.3036
-0.0014 -2.3688
-0.0007  0.0377
0.0007  2.2971
0.0015  2.0896
0.0008  -0.3090
-0.0008 -3.3234
-0.0011  -5.6560
-0.0001  -5.2367
-0.0002  -5.9166
0.0010 -4.1566

=gNoNOR N RO RO RoNoNoNoNONONe!

SCF = -413.071041

0.9972
3.7601
1.8736
1.4997
2.8790
3.2539
-1.0865
1.3990
1.0120
4.1438
4.8659
5.1568
6.2920
3.3840
3.7922
0.6312
-0.0865
-3.9895
-4.2409
-5.2722
-3.4481

1.1100
3.8808
1.8714
1.7119
3.1044
3.2616
4.0388
5.1951
3.6783
0.9646
-0.2083
0.9472
-0.9172
-2.0404
-2.9026
-2.2476

SCF

DmCmQEmEmEREQzEQOH"HHHmHH OO0

IS zEHEmEEE R QQQQ0QQ0

11-DMF
0.1265  0.5451
0.6779  0.0623
0.2683 -0.7761
0.2557  1.6189
0.5327  1.3783
0.5451  -0.9992
0.6914 -2.2229
0.9394 -0.1813
0.6557  2.3816
0.1158  2.8545
-0.1354  0.8255
0.0683 -2.3844
-0.2455 -4.4443
-0.4490 -4.8446
-0.4871 -5.9179
-0.6456 -4.0760
-0.6316 -2.6316
0.1579  -2.2247
-0.4561 -2.3466
-1.5878 -2.2284
-0.8766 -4.6462
-0.1022  -4.3265
-1.8446 -4.3287
-0.8637 -5.7303

= -547.115951

11-NH3
0.1912  -0.0257
-0.1499 0.0116
0.0887 -1.2110
0.1200  1.1786
-0.0490 1.2074
-0.0806 -1.2028
0.4490 -0.0535
0.1483 -2.3837
-0.1740  -2.3396
-0.3087  0.0289
-0.1125  2.3613
0.2101  2.3350
0.8069  -0.0900
1.7745  0.0584
0.2594  0.6352
0.5194 -0.9759

SCF = -355.114678

106

2.2512
4.9311
2.6778
3.1401
4.4875
4.0272
4.4969
6.1989
5.3301
2.7052
0.9888
1.3209
-0.6999
-1.8324
-2.0584
-2.9112
-2.8160
-3.4477
-1.7864
-3.1492
-4.2173
-4.9147
-4.6052
-4.1519

1.3195
4.1229
2.0467
2.0188
3.4088
3.4369
-0.7894
1.4454
4.0957
5.4292
4.0408
1.3903
-3.6946
-3.9445
-4.1363
-4.0862



Supporting Information 7 STRUCTURES

12-OCH2 15-Cl1
0.5222  -0.5877 1.0037 C -0.0001 -0.0037 1.1510
0.0286  0.6452  3.4626 I -0.0023 -0.0205 -1.2368

0.2414  -1.3408  2.1455
0.5477  0.8023 1.1334
0.3047  1.4427  2.3501
-0.0086 -0.7482  3.3853
0.8951 -1.5129 -0.8526
-0.4292  -1.9212  5.0879
0.3528  3.5459  2.5038
-0.2045 1.2278  4.6241
0.2110 -2.6570  2.0505
0.8107  1.5373  0.0680
1.4841 -2.1471 -3.7297
1.6122  -1.0930 -4.2861
1.8371 -1.0389 -5.3595
1.5091 -0.1427 -3.7423

-0.0053 -0.0404 -3.9310
-0.7234  -1.2591  1.5999
-0.2260 -2.1662 1.2371
-1.7566 -1.2853  1.2342
-0.7622  -1.3230  2.6926
1.4521  0.0018  1.5892
1.9888 -0.8830 1.2272
1.5348  0.0098  2.6812
1.9859  0.8830  1.2146
-0.7277  1.2553  1.5823
-0.2326  2.1590  1.2079
-0.7679  1.3337  2.6740
-1.7606  1.2735  1.2152

=R NoNORo RSN RN N NoNoNoNoNoNe!
asliasfias @R nliazfiasN@Rarliasl=: NO YO

SCF = -758.579575
SCF = -412.876943

15-OCH2
0.0639 -0.0922 0.9472
0.3012 -0.5644 -1.2370
-0.7593  -1.2069  1.5790
-0.2774  -2.1898  1.4909
-1.7609 -1.2952  1.1386
-0.9008 -1.0192 2.6524
1.4548 -0.0225 1.5637
2.0039 -0.9694 1.4750
1.3885  0.2051  2.6367
2.0793 0.7592  1.1125
-0.6521  1.2477  1.0605
-0.0908 2.0678  0.5953
-0.7909 1.5197  2.1164
-1.6506 1.2334  0.6053
0.3617 -0.6355 -4.2930
-0.1068  0.4183 -4.6180
-0.2199  0.6902 -5.6759
-0.4409 1.1522 -3.8711

13-OCH2

C -0.0791 0.0897  0.8928
I -0.6353 -0.1437 -1.2369
Br -0.3092 -1.5905 1.8603
Br 17917 0.6359 1.0596
Br -1.1860 1.4478  1.7555
O -0.8772 -0.2264 -4.1367
C 0.1152 0.2249 -4.6367
H 02266 0.2824 -5.7273
H 09472  0.5965 -4.0212

SCF = -412.736183

14-OCH?2
-0.0108 0.0766  0.8407
0.0204 -0.5012 -1.2797
-0.6539 -0.7970  1.6017
1.2045 0.1916  1.3570
-0.6053 1.2452  1.0389 SCF = -412.813343

0.0456 -0.7826 -4.1822

0.0147  0.2837 -4.7307

0.0185  0.3602 -5.8258 16-OCH2
-0.0185 1.2213  -4.1570 0.0567 -0.0286  1.0410
0.3503 -0.4036 -1.2179
-0.7584 -1.1130  1.5372
214117  -1.9835  1.9246
1.3743  -0.0173  1.6328
2.4322  -0.0088  2.0970
-0.6058  1.2502  1.1575
-1.1357  2.2738  1.2369
0.4958 -0.5398 -3.9648
-0.0782  0.3527 -4.5281
-0.0948  0.4100 -5.6237
-0.6034 1.1381  -3.9659

mmoommmaomEmEmaoamEmEmaQ-Q

TEEQOoOHHEE~Q

SCF = -413.015809

TTmaQoZazaza—Q
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SCF = -412.598417

mTmaoo@mEaoaEETZaQooaaz

17-OCH2
0.6929  -1.4002
-0.3142  -0.4507
0.1026  -0.4401
-1.5091  0.2781
1.0901  -0.9937
-2.0486  0.4049
-1.9528  0.8385
-2.0296  1.9410
-2.9688 04777
-0.8951  0.3668
-0.3841  1.2073
-1.3230  -0.2567
1.5791  -2.4813
0.7766  -2.1718
0.9044  -2.4759
-0.1116  -1.5743

SCF = -412.898319

TTTQoOTXZEQTE Q-

18-OCH2
-0.9532  -0.0534
-0.5398  -0.0525
-1.1387  0.6757
0.3539 -0.8622
0.5593  -0.8548
0.9535 -1.5935
-0.9361  0.0539
0.2003  0.2637
0.4926  0.3507
0.9934 0.3772

SCF = -412.744594

I
Cl

C
H
C
H
H

-0.0020
-0.0055
0.0007
0.0034
-0.0009
0.0004
-0.0037

18-Cl
0.0084
0.0888
-0.0357
0.9536
-1.1692
-1.2081
-2.1532

SCF = -758.511365

-1.4063
0.1119
1.4630

-0.0694
1.8514

-1.1322
1.2707
1.2181
1.5193
2.2764
2.7834
3.0843

-3.9179

-4.7552

-5.8020

-4.5012

-1.1150
0.9423
1.4756
1.4969
2.5611
0.9739

-4.1771

-4.4934

-5.5486

-3.7405

-0.9626
-3.7331
1.2300
1.6422
1.9155
2.9927
1.4737

I
Cl

C
H
C
H
C
N

-0.0056
-0.0100
-0.0009
-0.0009
0.0014
0.0012
0.0043
0.0067

19-Cl1
-0.0312
-0.0218
-0.0190
0.9767
-1.1518
-2.1408
-1.1655
-1.1831

SCF = -758.477444

THmaoozZzamamaH

19-OCH2
0.2468 -0.6094
0.1726  -0.2057
0.3345  0.8442
-0.0511  -1.1526
-0.2127  -2.2139
-0.0954 -0.8322
-0.1342  -0.5809
0.2196  -0.6826
-0.0718  0.3971
-0.1367  0.5820
-0.2850  1.2428

SCF = -412.693789

I
Cl

C
H
C
H
N
C
H
H
H
C
H
H
H

-0.0753
0.2082
-0.3126
-0.7993
0.1310
0.6166
0.1538
-0.3057
0.2937
-1.3691
-0.1321
-0.5374
-0.0512
-0.4201
-1.6102

20-Cl1
-0.0018
0.1986
-0.1539
0.7089
-1.2199
-2.0703
-1.3607
-2.6988
-3.4704
-2.8907
-2.8106
-0.2928
0.6707
-0.4631
-0.2067

SCF = -758.512800

108

-1.0339
-3.6415
1.2450
1.6311
1.9413
1.4738
3.3601
4.5206

-1.1291
0.9206
1.1499
1.8369
1.6032
3.2200
4.3494

-4.1519

-4.5827

-5.6634

-3.9131

-0.9751
-3.7239
1.1997
1.5917
1.8616
1.3680
3.2843
3.7165
3.2052
3.5090
4.7975
4.0307
3.7939
5.1110
3.8001



Supporting Information

7 STRUCTURES

DTrmaoomEmImamTmaazzEamaH

20-OCH2
0.8051 -0.2597
0.1764 -0.2394
-0.1800  0.7276
0.2522  -1.3366
0.6097  -2.3054
0.0156  -1.3407
-0.4768 -2.6176
0.1335 -3.4545
-1.5335 -2.8158
-0.3629  -2.6097
-0.6558 -0.1688
-0.0351  0.7292
-0.7417  -0.2875
-1.6612  0.0110
1.0609 -0.0102
0.0187  0.4870
-0.2093  0.7100
-0.7491  0.7390

SCF = -412.749825

I

Cl
C
H
C

0.0244
0.3107
-0.1884
-0.4161
-0.3120

21-Cl
-0.0541
-0.1486
0.0160
0.0901
0.0563

SCF = -758.439453

T OQoaQE Q-

21-OCH2
-0.0650 -0.6441
-0.1871  -0.0471
-0.3248  0.6270
-0.2612  0.3174
0.1763  -0.9139
0.3074  0.1947
0.4129  0.3765
0.3271  1.0721

SCF = -412.667998

TDZQoZaaaH

22-OCH2
-0.0389 -0.7106
-0.1982  -0.2386
-0.2974  0.0535
-0.4095 0.3836
-0.5046  0.6640
0.2288 -0.8374
0.2939  0.2627
0.3964  0.4153
0.2534  1.1606

-1.0071
0.9786
1.2836
1.7547
1.3713
3.1316
3.6767
3.2958
3.4357
4.7754
3.7110
3.5325
4.8043
3.2973

-4.0945

-4.4137

-5.4648

-3.6681

-0.8645
-3.6173
1.1906
3.4089
2.3933

-1.0033
0.8721
3.0037
2.0233

-4.0536

-4.4889

-5.5669

-3.8261

-0.9204
0.9847
2.1598
3.4845
4.6059

-3.9356

-4.4067

-5.4895

-3.7725

SCF = -412.615853

I

Cl
C
C
C
N

0.0395
0.3011
-0.1938
-0.3191
-0.4586
-0.5774

22-Cl1
-0.0577
-0.1432
0.0174
0.0572
0.1020
0.1399

SCF = -758.406216

I
C
N
O
C
H
H

-0.0047
-0.1690
-0.2632
0.2443
0.2888
0.3809
0.2390

23-OCH2
-0.4423
0.1859
0.5485
-0.8673
0.1703
0.1944
1.1363

SCF = -412.709947

I

Cl
C
N

0.0327
0.2905
-0.2016
-0.3185

23-Cl1
-0.0546
-0.1352
0.0184
0.0533

SCF = -758.501510

109

-0.9975
-3.5015
1.2345
2.4453
3.8002
4.9575

-0.9069
0.9927
2.0834

-3.8560

-4.4547

-5.5487

-3.9311

-0.9456
-3.4394
1.3297
2.4781



Supporting Information

7 STRUCTURES

24-OCH2
-1.0409  0.4418
1.0687  -0.4430
-1.1404 -0.7869
0.1026  1.2309
1.1528  0.7824
-0.0842 -1.2271
-0.1654 -2.5164
-0.1098  -4.9683
0.3165  -3.6867
-0.6719  -2.6037
-0.6444 -3.8110
0.3441  -4.8939
0.0248  -6.2049
0.3097  -8.5480
-1.0029 -7.1538
1.1980 -6.4212
1.3309  -7.5938
-0.8545 -8.3220
2.7468  -4.9855
2.6599 -1.1141
0.4438 -9.6535
2.4155 -7.8403
-1.7983  -9.2426
0.8293 -5.9703
0.7765 -3.6511
-1.1609 -1.5283
-1.1082 -3.8474
-2.0129  0.8949
0.1904  2.3905
2.2168  1.5532
4.6794 -2.5012
5.6984  -2.1153
6.2450 -2.7312
6.1203 -1.1324
-2.7717  -6.8271
-2.8782  -1.9694

lol==R==RoRONo R R Rl RsRoloES NN NoNoNoNoNoNoNololoRoNo Yo NoNoNoNo RO NS

SCF = -711.527224

1.6158
3.2254
2.2670
1.7622
2.5682
3.0713
3.7668
5.1989
3.1739
5.0663
5.7715
3.8792
5.9769
7.4666
5.9820
6.7146
7.4552
6.7281
6.7048
4.4414
8.1694
8.1641
6.7611
3.2946
1.9398
5.6495
7.0042
0.8482
1.1445
2.6838
6.3865
6.8891
7.6154
6.6403
4.8699
2.0353

24-Cl
-0.8751  0.4418
0.9814  -0.4658
-1.0496 -0.8063
0.2216  1.2389
1.1458  0.7742
-0.1154  -1.2575
-0.2634 -2.5664
-0.2556 -5.0284
0.3390 -3.7085
-0.9357  -2.6990
-0.9319  -3.9098
0.3428  -4.9193
-0.0996 -6.2408
0.2526  -8.5197
-1.0294 -7.2851
1.0004 -6.3342
1.1725 -7.4680
-0.8473  -8.4206
2.4590 -4.6495
2.4472 -1.2183
0.4143  -9.5997
2.1993 -7.5959
-1.6984 -9.4306
0.9473  -5.9648
0.9401  -3.6420
-1.5621 -1.6604
-1.5547  -3.9833
-1.7304  0.9089
0.3761  2.4186
2.1693  1.5537
4.0598  -2.4208
-2.7116  -2.0017
-2.6963 -7.1476

el C RS ES RS RS RS ESESESESESEE N NeoNoNo Ro Ro Xo Xo Xo Xo Xo Xo Xo Xo Xo Xo Xo o Ko

SCF = -1057.347716

110

1.5813
3.4569
2.1741
1.9201
2.8613
3.1145
3.7607
5.1839
3.2257
4.9789
5.6788
3.9256
5.9953
7.5623
5.9204
6.8486
7.6258
6.7061
6.9422
4.9594
8.3010
8.4455
6.6689
3.3969
2.0542
5.4955
6.8383
0.6890
1.3520
3.1571
6.8300
1.6534
4.6301



Supporting Information

7 STRUCTURES

25-OCH2
0.2843 -1.3489
-0.3406  1.3644
1.3305 -0.4232
-1.0616 -0.9734
-1.3416  0.3905
0.9857  0.9261
2.7301  -0.8506
5.3984 -1.6693
3.4138 -1.1665
3.3776  -0.9422
4.7087 -1.3515
4.7451 -1.5742
-2.1345 -1.9672
-4.1845 -3.8590
-2.6659 -2.3190
-2.6248 -2.5601
-3.6482  -3.5030
-3.6884 -3.2631
-0.6693  2.7835
-1.3043  5.4870
-0.7944  3.3317
-0.8583  3.5842
-1.1753 4.9324
-1.1119  4.6809
2.3531 -0.4648
2.4429 -1.0251
-1.8288 -2.0384
-1.9302 -1.4312
-0.4965  2.1188
-0.6648  2.7639
0.5786  -2.6263
-2.5996  0.7735
1.9495  1.8204
-4.1403  -4.0855
-5.1511  -4.7501
-4.2164  -3.6220
5.3552 -1.4514
6.6560 -2.0555
5.4266 -1.8811
-1.6043  6.7613
-1.3620  5.7216
-1.2397  5.2364
0.2719  -0.0856
0.3836  0.1777
0.8642 -0.5195
0.0091  1.1258

==RaNoNOR NN N R R R RoRoloESECEoRo Rl oo NoNoNoRoNo N oo NoNoNoNoNoNoloNoNo o NoNoNoNo RO N @)

SCF = -1009.845499

0.2669
0.0121
0.2026
0.2122
0.0824
0.0760
0.2606
0.3774
-0.9220
1.4988
1.5502
-0.8539
0.2885
0.4442
1.5357
-0.8833
-0.7957
1.6064
-0.1411
-0.4415
-1.4257
0.9915
0.8344
-1.5667
3.2867
-2.7856
-2.7609
3.3090
-3.1237
2.9311
0.3864
0.0243
0.0131
-1.8720
0.5173
2.7605
2.6955
0.4325
-1.9408
-0.5827
1.8745
-2.7563
-5.2244
-6.3905
-7.0894
-6.8000

25-Cl1
0.3013  -1.3160
-0.3255  1.3971
1.3477  -0.3895
-1.0448 -0.9445
-1.3250  0.4206
1.0006  0.9601
2.7488 -0.8201
5.4153 -1.6410
3.3785  -1.1082
3.4491  -0.9415
4.7801 -1.3517
4.7064 -1.5163
-2.1131  -1.9477
-4.1451  -3.8586
-2.7098  -2.3709
-2.5300 -2.4777
-3.5423  -3.4287
-3.7236  -3.3252
-0.6514  2.8104
-1.2716  5.4978
-0.7532  3.3039
-0.8587  3.6572
-1.1681  4.9979
-1.0625  4.6432
2.4991 -0.5070
2.2609  -0.9067
-1.5816 -1.7966
-2.0812  -1.5713
-0.4250 1.9616
-0.7049  2.9129
0.1438  -0.4089
0.5966 -2.5941
-2.5838 0.8019
1.9640  1.8567
-3.9671  -3.9554
-5.1053 -4.7614
-4.3137  -3.7529
5.4782  -1.4795
6.6753 -2.0286
5.3402  -1.7984
-1.5650  6.7681
-1.3717  5.8318
-1.1688  5.1517

SRR RS RSl R RS RS RORTEE R REEE N o Ro Yo No o o Ro o Ro NoNo Yo o No Yo o lo o o o Ro No o Xe!

SCF = -1355.681271

111

0.3669
0.1085
0.3118
0.2886
0.1693
0.1918
0.3113
0.2910
-0.9064
1.5176
1.5010
-0.9073
0.2641
0.1983
1.4579
-0.9638
-0.9874
1.4186
-0.1025
-0.5242
-1.4096
0.9930
0.7761
-1.6104
3.3550
-2.7456
-2.7830
3.3107
-3.0722
2.9652
-4.7747
0.4852
0.0987
0.1427
-2.1207
0.1711
2.5202
2.6150
0.2853
-2.0303
-0.7195
1.7800
-2.8239



Supporting Information

7 STRUCTURES

26-Cl
H -1.4269 0.9043
C -1.3278 1.6027
C -1.0840 3.4449
C -1.1307 1.1674
C -1.4036 2.9738
C -1.2825 3.8895
C -1.0060 2.0781
H -1.5584 3.3245
H -1.3429 4.9585
H -09902 4.1667
C -0.7986 1.5241
C -0.4107 0.2381
C -0.7445 0.1352
C -0.6555 2.2803
C -04621 1.6311
C -0.5536 -0.5232
H -0.6940 3.3671
H -0.3502 2.2166
H -0.5119 -1.6082
H -0.2591 -0.2564
I -0.9972 -0.8641
Cl -1.3229 -1.5501

SCF = -758.892027

26-OCH2
-1.3756  1.2710
-1.2909 1.9216
-1.0792  3.6347
-1.1030  1.4205
-1.3737  3.3072
-1.2686  4.1548
-0.9942  2.2562
-1.5219  3.7247
-1.3350  5.2389
-0.9987  4.3109
-0.7975  1.5933
-0.4273  0.1138
-0.7376  0.1907
-0.6682  2.2490
-0.4837  1.5065
-0.5550  -0.5598
-0.7105  3.3393
-0.3824  2.0233
-0.5079  -1.6490
-0.2822  -0.4566
-0.9526 -0.6202
-1.2785 -1.0213
-1.3598  -1.7890
-1.2882 -2.8712
-1.5085 -1.4179

o NOR_NarfaguRnNoNONONONONOR=R=: RO NO NO RO RO N @ ==/

SCF = -412.955830

-2.1077
-1.2657
0.8305
0.0357
-1.5183
-0.4755
1.0977
-2.5384
-0.6794
1.6397
2.4352
4.8794
2.5193
3.6004
4.8188
3.7158
3.5645
5.7305
3.7771
5.8367
0.5659
-1.8277

-2.1284
-1.2533
0.9666
0.0229
-1.4159
-0.3150
1.1487
-2.4151
-0.4540
1.8204
2.4366
4.7803
2.4142
3.6603
4.8268
3.5631
3.7106
5.7868
3.5498
5.7016
0.4826
-2.1887
-3.1169
-2.9743
-4.1337

27-OCH2
-0.0659  0.5793
-0.0627  0.4655
-0.0543  0.2414
-0.0666 -0.7715
-0.0544 1.6102
-0.0501  1.4911
-0.0626 -0.9089
-0.0514  2.5985
-0.0514  0.1456
-0.0675 -2.2753
-0.0782  -4.9670
-0.0757  -3.3077
-0.0648 -2.6107
-0.0702  -3.9548
-0.0810 -4.6436
-0.0585 -1.8143
-0.0872  -5.4491
-0.0825 -6.0233
-0.0789 -2.6158
-0.0411  2.7620
-0.0676 -4.3608
1.0194  3.5264
-0.0334  2.5854
-1.0999  3.5329
-0.0594 -3.3534
-1.1299  -5.0925
0.9890 -5.1038
-0.0949 -5.2327
-0.0986 -6.0948
-0.1060 -7.1503
-0.0948  -5.8503

=Rl oNORLRSEO RS RS RO NN s R RoNoNONoNO RO N==R=: NONO RO RO RO NO R ==

SCF = -413.444900

112

0.2837
1.3694
4.1777
1.9898
2.1708
3.5613
3.3865
1.6929
5.2696
3.9046
4.6693
2.9504
5.2586
5.6286
3.3094
6.0117
2.5673
4.9667
0.9696
4.3795
7.0847
4.1267
5.6970
4.1398
7.9521
7.4146
7.4077
0.2976
-0.5489
-0.2656
-1.6152



Supporting Information

7 STRUCTURES

27-Cl
-0.0674  0.1526
-0.0642 0.1243
-0.0556  0.0928
-0.0680 -1.0611
-0.0559  1.3233
-0.0516  1.2979
-0.0639 -1.1048
-0.0527  2.2731
-0.0524 0.0714
-0.0688 -2.4381
-0.0792  -5.0518
-0.0772  -3.5392
-0.0655 -2.6591
-0.0707  -3.9641
-0.0825 -4.8380
-0.0589 -1.8035
-0.0891 -5.7141
-0.0833 -6.0774
-0.0811 -3.0784
-0.0955 -5.4927
-0.0427  2.6138
-0.0673  -4.2424
1.0156  3.3712
-0.0384  2.5429
-1.0954  3.3816
-0.0591  -3.1698
-1.1259 -4.9441
0.9866 -4.9551

SHsECEGEGCESNo oSOl R NoNoRo Yo XoRo i =-N:NoXoNoNo o NoR=:

SCF = -759.397769

0.1812
1.2690
4.0827
1.9721
1.9862
3.3831
3.3626
1.4474
5.1741
3.9620
4.9538
3.0903
5.3406
5.8258
3.5743
6.0198
2.9098
5.3342
1.0334
0.4637
4.1082
7.3048
3.8149
5.4378
3.8221
8.0937
7.7111
7.7041

28-OCH2
-0.1339  0.6195
-0.1060 0.4944
-0.0332  0.2303
-0.1073  -0.7501
-0.0676  1.6299
-0.0315  1.4944
-0.0716 -0.9073
-0.0657  2.6276
-0.0046  0.1467
-0.0779  -2.2814
-0.0977  -4.9911
-0.1189  -3.3004
-0.0465 -2.6373
-0.0567  -3.9929
-0.1292  -4.6428
-0.0141 -1.8721
-0.1611  -5.4345
-0.1051 -6.0470
-0.1619 -2.5793
0.0077  2.6578
0.0394  3.6036
-0.0247  -4.3569
0.0013  -4.6533
-0.2173  -5.1852
-0.2498  -6.0443
-0.2557  -7.1009
-0.2741  -5.7962

N oN ol deolHdeol NN NoNoNoNoNoNoh"R--NoNoNoNONON@N==

SCF = -412.837277

113

0.3226
1.4070
4.2122
2.0135
2.2181
3.6103
3.4088
1.7644
5.3035
3.9079
4.6277
2.9389
5.2534
5.6060
3.2758
6.0359
2.5191
4.9199
0.9701
4.4288
5.0929
6.9815
8.0987
0.2420
-0.6066
-0.3269
-1.6717



Supporting Information

7 STRUCTURES

28-Cl
-0.1594  0.1554
-0.1255  0.1295
-0.0377  0.0943
-0.1210 -1.0551
-0.0853  1.3295
-0.0416  1.3050
-0.0782 -1.1012
-0.0877  2.2836
-0.0034 0.0979
-0.0796  -2.4356
-0.0889 -5.0579
-0.1239 -3.5361
-0.0396 -2.6601
-0.0443 -3.9713
-0.1289 -4.8371
-0.0046 -1.8229
-0.1635 -5.7099
-0.0924 -6.0791
-0.1802 -3.0702
-0.2362 -5.4837
-0.0005  2.5306
0.0329  3.5298
-0.0030 -4.1979
0.0306 -4.3817

ZzaozoQ~@D@m@Doaoaoaoaoao@mmaooaaoaam

SCF = -758.789169

0.1813
1.2690
4.0828
1.9741
1.9818
3.3811
3.3647
1.4539
5.1728
3.9627
4.9461
3.0899
5.3379
5.8236
3.5693
6.0368
2.9006
5.3338
1.0357
0.4548
4.1001
4.6829
7.2277
8.3695

29-Cl1
0.0124  0.1468
-0.0199  0.1054
-0.1026  0.0424
-0.0106 -1.0927
-0.0747  1.2967
-0.1102  1.2834
-0.0497  -1.1397
-0.0797  2.2360
-0.1270  0.0022
-0.0355 -2.4833
-0.0079  -5.1074
0.0148 -3.5675
-0.0733  -2.7141
-0.0515 -4.0346
0.0307 -4.8716
-0.1092  -1.8688
0.0710 -5.7346
0.0054 -6.1357
0.0621  -3.0725
0.1303  -5.5232
-0.0330  2.4833
0.0412  -4.2670
-0.4626  3.7099
0.2285  3.9158
-0.3935 4.5749
-1.4914  3.6545
-0.4861  2.4393
0.2035  1.8007
-1.5136  2.0582
-0.4352  3.4456
-0.3812  -3.1863
0.3030 -2.3248
-0.3005 -3.5111
-1.4157 -2.8499
-0.3160 -5.6079
0.4005 -6.3475
-1.3388 -5.9123
-0.2252  -5.6534

aefiasfiasli@Qualiaelissii@Rasliasla @Rz u: R NO WA AO RN j-:}--NoNoNoNoNoNo i ==} --NoNoNoNoNoNoR:=

SCF = -758.895726

114

0.1791
1.2672
4.0698
1.9494
1.9858
3.3969
3.3404
1.4431
5.1537
3.9340
4.8867
3.0436
5.3018
5.8046
3.5193
5.9810
2.8381
5.2366
1.0101
0.3600
4.1239
7.1783
3.4307
2.5927
4.1119
3.0400
5.5254
6.1084
5.6410
5.9737
8.0824
7.9660
9.1332
7.9022
7.6669
7.2615
7.3893
8.7648



Supporting Information

7 STRUCTURES

29-OCH2
0.0102  0.4647
-0.0733  0.3759
-0.2788  0.1772
-0.0723  -0.8603
-0.1793  1.5265
-0.2977  1.4585
-0.1721  -0.9653
-0.1740  2.4912
-0.3522  0.0951
-0.1505 -2.3333
-0.0718  -5.0168
-0.0324 -3.3694
-0.2338  -2.6395
-0.2105 -3.9976
0.0103 -4.7014
-0.3217  -1.8392
0.1112  -5.5082
-0.0315 -6.0615
0.0752  -2.7050
-0.4837  2.5887
-0.3857 -4.3131
-0.3546  3.9146
0.6577  4.0820
-0.5554  4.7114
-1.0969  4.0380
-0.4476  2.5375
0.5216  2.1599
-1.2593  1.8873
-0.6101  3.5397
-0.3395  -3.2689
0.6256 -2.7298
-0.4863 -3.6979
-1.1591  -2.5419
-0.1895 -5.6869
0.8419 -6.0426
-0.8968 -6.3693
-0.3955 -5.7681
0.2245 -5.3709
0.2315 -6.1969
0.2844  -7.2622
0.1859 -5.9143

TTQOIXNESD QDD DQEmDmQZZ~EomIrmaooacacaoamtaoacacacaas

SCF = -412.974549

0.2237
1.3091
4.1077
1.9417
2.0684
3.4854
3.3404
1.5673
5.1883
3.8844
4.6744
2.9398
5.2278
5.6566
3.3302
5.9571
2.5965
4.9720
0.9671
4.2272
6.9751
3.6190
3.2069
4.3579
2.8064
5.6902
6.0651
6.0704
6.1264
8.0015
8.0013
9.0091
7.8418
7.4441
7.2663
6.9339
8.5267
0.2615
-0.6171
-0.3811
-1.6729

30-OCH2
1.1134  0.0509
0.3831  0.2761
-1.4678  0.9331
-0.6117 -0.6205
0.4576  1.5149
-0.4626 1.8334
-1.5483 -0.3043
1.2453  2.2172
-2.2008  1.1855
0.8720 -2.7668
-0.5801 -4.9186
-0.1716  -3.3376
1.1826  -3.2727
0.4536  -4.3435
-0.8962 -4.4156
2.0014 -2.8124
-1.7035 -4.8891
-1.1533  -5.7648
-0.6807 -2.5393
-0.4061  3.1568
0.7579  -4.9180
-0.2491  3.0113
-1.5183  3.8733
0.5794  3.9656
1.7500 -4.3239
-0.2852 -4.8610
1.0991 -6.2044
-2.3462  -0.9912
1.4578  -1.9268
-0.7165 -5.1830
-0.0244  -6.0255
-0.3194 -7.0773
0.9085 -5.7681

=RaoNoRRio R RO RO RORONONORo RN HONONO RO NONON==R:: HONO RO NO RO N @ R ==

SCF = -413.449012

115

0.9324
1.7125
3.7028
2.0851
2.3530
3.3488
3.0635
2.0553
4.4800
3.7857
4.8230
3.0632
5.0483
5.5614
3.5606
5.6149
2.9916
5.2220
1.1780
4.0756
6.9251
5.3901
3.9278
3.6988
7.5805
7.7507
6.8737
3.3566
3.4050
0.6974
0.1769
0.2051
-0.3345



Supporting Information

7 STRUCTURES

30-Cl1
1.2900 -0.3404
0.5275  -0.0807
-1.4121  0.6374
-0.4633 -0.9704
0.5582  1.1913
-0.4102  1.5408
-1.4385 -0.6304
1.3434  1.8891
-2.1730  0.9113
0.9106 -2.8924
-0.5464 -4.9502
-0.0761 -3.5732
1.1534  -3.2298
0.4190 -4.2537
-0.7957 -4.6076
1.9202 -2.6879
-1.5443 -5.1837
-1.1159 -5.7686
-0.4787  -3.0340
-0.4213 -5.4611
-0.4105  2.8928
0.7072  -4.5791
-0.2925  2.8407
-1.5322  3.5836
0.5606  3.7201
0.5263  -3.5420
-0.0328 -5.5505
1.9655 -4.9645
-2.2232  -1.3272
1.4987 -2.0901

aeli=elies B NN R R NoNo RO N R-: NN -NoNo Yoo No o i-:R-::NoNoNo o N o Ro )=

SCF = -759.398021

0.9952
1.7280
3.6043
2.1009
2.3059
3.2443
3.0220
2.0120
4.3382
3.9071
5.1165
3.1985
5.2364
5.8369
3.7855
5.7963
3.2294
5.5642
1.1952
0.7097
3.8971
7.2772
5.2248
3.6858
3.5137
8.0962
7.8077
7.4912
3.3145
3.4556

31-Cl1
1.5023 -0.7853
0.5046  -0.3526
-2.0452  0.7862
-0.5158 -0.9811
0.2507  0.8640
-1.0265  1.4293
-1.7821 -0.4312
1.0392  1.3721
-3.0365  1.2354
1.2735 -4.3480
-0.5791  -3.5942
0.1651  -3.5743
1.4653  -4.7395
0.5433  -4.3549
-0.7722  -3.2097
2.3302  -5.3494
-1.6570 -2.6181
-1.3015 -3.3046
-0.1063  -2.9546
0.4460 -5.2862
-2.5838 -0.9208
1.9963 -4.6802
-1.2914  2.6687
-1.5079  3.6786
0.7437  -4.7414
0.9073  -5.0525

ZazaogOQ~ZIZDIZaoaoaoaoaazmdaaoaaaaaxm

SCF = -758.789897

116

2.8983
2.8249
2.6656
2.1325
3.4579
3.3765
2.0372
4.0141
2.6054
3.4579
5.4151
3.1277
4.7822
5.7592
4.0911
5.0514
3.8424
6.1806
1.1265
0.4953
1.4857
2.7031
4.0193
4.5412
7.1136
8.2159



Supporting Information

7 STRUCTURES

31-OCH2
1.4980 -0.4033
0.4887  -0.0024
-2.0776  1.0811
-0.4395 -0.5775
0.1237  1.1225
-1.1596  1.6604
-1.7151  -0.0455
0.8405  1.5851
-3.0778  1.5134
1.4187  -4.0625
-0.5885 -3.7707
0.2822 -3.3016
1.5570  -4.6774
0.5558  -4.5280
-0.7296 -3.1574
2.4489  -5.2741
-1.6318 -2.5709
-1.3710 -3.6606
0.0987  -2.3305
-2.4477  -0.4772
2.2093  -4.1997
-1.5338  2.8064
-1.8387  3.7374
0.6989  -5.1521
0.8152 -5.6598
0.9268 -4.7734
0.4381  -5.8185
1.0725 -6.6863
-0.6419 -5.9309

TZQozaZzZzaomEZ~EHEIEK@DOOaao@m o=

SCF = -412.841986

3.1126

2.9860

2.6976

2.1235

3.7236

3.5805

1.9622

4.4116

2.5845

3.1746

5.1059

29175

4.4178

5.3821

3.8640

4.6384
3.6719

5.8653

1.0555

1.2765

2.4285

4.3359

4.9501

6.6526

7.6848

0.3010
-0.0576
-0.2537
-0.1971

32-Cl1
1.4437  -0.8889
0.4676  -0.4206
-2.0175  0.8020
-0.4978  -0.9933
0.1986  0.7689
-1.0569  1.3978
-1.7322  -0.3900
0.9637  1.1976
-2.9913  1.2587
1.3097  -4.4800
-0.4488 -3.7602
0.2349 -3.6327
1.5200  -4.9586
0.6517  -4.5968
-0.6520 -3.2914
2.3629 -5.6192
-1.5140 -2.6435
-1.1476  -3.4695
-0.0648  -2.8987
0.5255  -5.2224
-2.5012  -0.8256
1.9962  -4.7996
-1.3865  2.5222
0.9391  -4.9658
-2.4875  3.3691
-2.6233  4.2389
-3.4319  2.7956
-2.3321  3.7357
-0.2673  3.3106
0.4260  3.6772
0.2966  2.6915
-0.6523  4.1773
1.8016  -6.1407
2.8149 -5.9220
1.4190 -7.0480
1.9134 -6.3554
-0.1404 -4.8598
0.2208 -5.1796
-1.0275  -5.4619
-0.4435 -3.8010

Do QZODZoamaOOoQZzoQ~OOzZooaoaoaa@mmanoanoaam

SCF = -758.896465

117

3.1827
3.0402
2.7204
2.2283
3.7069
3.5646
2.0624
4.3455
2.5830
3.3914
5.4354
3.1279
4.6760
5.7302
4.1467
4.8548
3.9606
6.2131
1.1870
0.3604
1.4236
2.5968
4.3375
7.0446
3.8471
4.5120
3.8832
2.8198
4.8810
4.1070
5.6034
5.4446
7.24°77
6.8622
6.7499
8.3233
8.0379
9.0298
7.7794
8.1399



Supporting Information

7 STRUCTURES

32-OCH2
1.5075 -0.7099
0.5427  -0.2107
-1.9124  1.0918
-0.4178  -0.7007
0.2852  0.9216
-0.9594  1.6020
-1.6398 -0.0434
1.0452  1.2883
-2.8663  1.5946
1.5013  -3.7888
-0.7211  -4.2484
0.2201 -3.4322
1.6836  -4.3774
0.5730  -4.6290
-0.8860 -3.6627
2.6885 -4.6418
-1.8959 -3.3779
-1.5925 -4.4103
-0.0360 -2.4668
-2.3999 -0.4039
2.3813  -3.6094
-1.2515  2.6759
0.7366  -5.2573
-2.4602  3.4699
-2.5437  4.2902
-3.3627  2.8398
-2.4687  3.9194
-0.2220  3.2916
0.6200  3.6821
0.1703  2.5556
-0.6383  4.1311
2.0726  -5.5417
2.6042 -4.6144
2.6316 -6.1980
2.0139 -6.0739
-0.3807  -5.4006
-0.0685 -5.9373
-1.1959  -5.9926
-0.7839  -4.4172
0.4256 -4.9488
0.3971  -5.9668
0.5726  -6.9324
0.1971  -5.9620

TTQoOIXNODnQfODDQEODmQE@ODIQZZIE~Irmacaoaocacaommaoacacacaam

SCF = -412.982867

3.0559
2.9282
2.6269
2.0412
3.6742
3.5537
1.8905
4.3590
2.4923
3.2314
4.8639
2.8035
4.4657
5.3217
3.6259
4.7844
3.3154
5.4935
0.9689
1.1922
2.6063
4.3409
6.5175
4.1084
4.8444
4.2265
3.0980
5.1813
4.5800
5.9094
5.7672
7.0448
7.2047
6.3502
8.0120
7.4533
8.3677
6.9942
7.7607
0.0334
0.6792
0.2021
1.7593

33-OCH2
-1.2214  1.0218
-0.6494 0.4189
0.1142  -0.3280
-0.9873 -0.8102
0.0835  1.3051
0.4697  0.9386
-0.6113  -1.1847
0.3585  2.2985
1.0450  1.6295
0.4053 -0.6463
-1.7549  -1.7846
-1.2186 -2.0693
-2.7572  -1.3898
-1.9318 -2.7261
-0.9057 -2.1889
-2.0726  1.7509
-2.1741  2.4651
-1.7288  3.4704
-2.7176  2.1350

DKoo HEHOmDaoERmEmaaQQzZzaq

SCF = -412.481790

34-OCH2
-1.2822  1.0496
-0.6889  0.4781
0.0682  -0.3369
-0.8552  -0.8440
-0.1310  1.4117
0.2470  0.9941
-0.4761 -1.2280
-1.2904 -1.6175
0.0133  2.4624
0.6882  1.7046
0.3609 -0.6886
-0.0912  -3.3126
-0.6646 -2.6276
-0.3260 -2.8185
-1.7365 -2.9172
-2.1563  1.7982
-2.3942  2.3973
-2.8604  1.8968
-2.1552  3.4658

mmoo@mIEmaomEmEmEmEmZzZaoacacaaH

SCF = -412.481787

118

-3.4349
-1.4725
1.0866
-0.9930
-0.6729
0.6099
0.2740
-1.0559
1.2423
2.0970
-1.7825
-2.7134
-2.0562
-1.2233
0.6228
-6.1408
-7.0992
-7.1130
-7.9965

-3.3833
-1.4385
1.0966
-1.0283
-0.5584
0.7141
0.2258
-1.6852
-0.8518
1.4278
2.0999
-0.0358
0.6259
1.6646
0.5735
-6.1431
-7.1539
-8.0151
-7.2552



Supporting Information

7 STRUCTURES

35-OCH2
I -0.7216 0.6141
C -0.0858 0.0653
N 0.7587 -0.6625
C -0.3141 -1.2266
C 05774 0.9845
C 09921 0.6045
C 0.1146 -1.5735
H -0.8301 -1.9864
H 0.7815 2.0121
H 15166 1.3068
H -0.0538 -2.5854
H 23142 -0.9341
C 12109 -1.0321
H 07419 -0.3826
H 09540 -2.0796
O -1.6361 1.4127
C -1.9934 1.7227
H -1.3531 1.5495
H -29739 2.1907

SCF = -412.483215

36-OCH2
N 0.2811 -1.4497
C 0.1593 -0.1701
N 0.438  0.6900
C 06411 -1.3968
H 07986 -2.2790
C 0.7398 -0.0542
H 0.9954 0.3959
I -0.3620 0.3739
H 1.1667 2.5226
C 04294 2.1421
H 0.6943 2.5818
H -0.5751 2.5302
H 07786 -2.7509
C 0.0749 -2.6769
H 0.2420 -3.5685
H -0.9630 -2.7429
O -1.1123 1.1516
C -1.3883 1.4671
H -0.6096 1.5719
H -2.4294 1.6618

SCF = -412.498908

-2.1738
-0.2524
2.2972
0.2356
0.5713
1.8408
1.5118
-0.3698
0.2361
2.5112
1.9181
3.7335
3.6435
4.4136
3.8999
-4.9161
-6.0175
-6.8947
-6.1883

1.0795
0.6016
1.6325
2.4259
3.0308
2.7729
3.7221
-1.3546
0.8352
1.5743
2.5591
1.3004
-0.5278
0.3289
0.9695
-0.0623
-4.1128
-5.2363
-6.0059
-5.5332

37-OCH2
-0.2822  0.5800
-0.4948  1.8595
-0.3295  2.7190
0.0395 0.6324
-0.0257  1.9715
-0.9930 2.4111
-0.2312  4.5868
-0.4402  4.1695
0.2959  4.6551
-1.4613  4.4979
0.6199 -0.9467
-0.3798  -0.6406
-0.7962 -1.4816
-1.0595 -0.5349
0.4205 -0.5633
0.1488  2.5499
1.1510  -0.2359
1.1514  -1.4530
-0.6386 -1.2223
1.3721  3.0276
-0.6867  3.5530
-0.0740  1.6599
-1.6967  3.1681
-1.9326  3.5058
-2.8988  3.2733
-1.1903  4.0579

TmQoHHEmHHHMOQQEZDQEEZEEQIEZ~QQZaz

SCF = -412.964228

38-OCH2
0.5227 -1.1923
0.0488 -0.0262
0.0055  0.9245
0.7865 -0.9815
0.4601  0.3542
-0.5170  0.2562
-1.4961  2.3548
-0.4353  2.3030
0.1931  2.8526
-0.3665  2.8541
1.4615 -2.3415
0.7266  -2.4524
1.1224  -3.2352
-0.2272  -2.8397
1.2862 -1.9648
1.6960 -2.7578
0.5515  1.0417
0.6341  1.5880
-1.3035  0.6500
-1.6174  0.8178
-0.8747  1.1158
-2.6574  0.6787

TTZQozazaod@maoa@d@mami—~aazaz

SCF = -412.361927

119

-0.1780
-0.6269
0.4304
1.1776
1.5674
-2.6058
-0.6130
0.3921
1.0708
0.6925
-1.3483
-0.9644
-0.3664
-1.8333
2.0114
2.9476
3.0693
1.3454
2.4682
3.1474
3.2029
3.9059
-5.3327
-6.4595
-6.9312
-7.0546

0.7203

0.1768

1.1638

2.0788

2.3587
-1.8336
0.6904
1.0195

0.2851

1.9834
-0.8038
0.0231

0.7073
-0.3969
2.9544
3.6894
3.5843

4.6000
-4.6198
-5.7654
-6.5202
-6.0957



Supporting Information

7 STRUCTURES

39-OCH2
0.1349 -1.1876
-0.0860  0.0887
0.1042  0.9450
0.4715 -1.1439
0.4522  0.2020
-0.6214  0.6347
0.6825  2.8373
-0.0320  2.3917
0.1747  2.8502
-1.0621  2.6888
0.2645 -3.2977
0.0363 -2.3938
-0.9882  -2.5220
0.7555 -2.3726
0.7740  -2.3360
1.6488  -2.8945
-0.0757  -3.0423
1.0146  -2.0810
0.7288  0.8025
1.5874  1.4994
0.9811  0.0401
-0.1380  1.3573
-1.3941  1.4212
-1.7058  1.7374
-2.7295  1.5822
-0.9784  2.1931

mDmoommmaoamnmmomEmoammmam—~QQZzZaZ

SCF = -412.536359

0.1214
-0.3251
0.7273
1.4812
1.8636
-2.2736
-0.0492
0.6749
1.6637
0.3847
-0.0833
-0.6845
-1.0936
-1.5306
2.2825
1.9001
2.3313
3.3321
3.1741
3.1496
3.9355
3.5792
-5.0404
-6.1541
-6.5250
-6.8417

40-OCH2
N 0.1922 -1.0931
C -0.1834 0.0974
N -0.1657 1.0654
C 04575 -0.8754
C 0228 04771
I -0.6944 0.3867
H -1.6253 2.5430
C -0.5653 2.4550
H 0.0747  2.9828
H -0.4689 2.9885
H 1.1634 -2.2937
C 0.3832 -2.3645
H 07150 -3.1435
H -0.5615 -2.7179
O 0.9496 -1.8710
O 0.2130 1.2012
C 1.5151 1.3611
H 19602 0.3898
H 1.2666 1.9177
H 21685 1.9480
C  0.0928 -2.2435
H -0.0927 -1.3916
H 0.7065 -3.0078
H -0.8435 -2.6711
O -1.4001 0.8016
C -1.7257 0.9669
H -0.9747 1.0827
H -2.7858 1.0081

SCF = -412.614278

7.5 AM1

Cl

Cl 0.0000 0.0000

SCF = -0.060011
ZPE = 0.000000
Hy9s = -0.057651
ngs = -0.075034

120

-0.1422
-0.7109
0.2603
1.2190
1.4726
-2.7195
-0.1991
0.1184
-0.6186
1.0903
-1.6052
-0.8189
-0.0966
-1.2818
1.9620
2.5955
3.1899
3.4294
4.1078
2.5383
3.0581
3.7204
3.5615
2.6882
-5.5770
-6.7190
-7.5141
-7.0089

0.0000



Supporting Information

7 STRUCTURES
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2.7072
2.1114
0.6028
1.6765
1.7914
1.0372
0.9218
2.1352
0.5733
0.0072
2.1375
0.7850

1
0.0644
0.0694
0.1078

-1.1288
1.2847
1.3051

-1.1090
2.2276

-2.0484
0.1186

-2.8906
2.2643

SCF = 0.060601
ZPE = 0.092254
Hy9s = 0.159622
ngg = 0.121147

Q~mmmaacacaaam

H

2.7002
2.1116
0.6268
1.6913
1.7979
1.0529
0.9462
2.1363
0.6030
0.0395
2.1616
2.7113
0.8039

1-Cl
-0.0010
0.0068
0.0592
-1.2001
1.2279
1.2571
-1.1564
2.1689
-2.0938
0.0758
-3.0041
-5.1119
2.2160

SCF = -0.041707
ZPE = 0.092927
Hy9s = 0.060111
ngg = 0.016834

Aol =g NoNoNOoNONON@R=-=!

0.3842
0.2404
-0.1279
0.3548
-0.0579
-0.2433
0.1706
-0.1475
0.2590
-0.2726
0.7869
-0.5478
-0.7972

0.1250
0.1004
0.0615
-1.0996
1.2835
1.2665
-1.1164
2.2284
-2.0580
0.0444
-2.8105
2.4708
3.4562

-1.4704
-0.5444
1.8015
0.0244
0.0609
1.2341
1.1976
-0.3897
1.6546
2.7262
-0.8521
1.7100

-1.4995
-0.5695
1.7788
-0.0069
0.0278
1.2064
1.1729
-0.4278
1.6363
2.7073
-0.8999
-1.9440
1.6797

0.0370
1.1292
3.8989
1.8327
1.8029
3.1923
3.2159
1.2451
3.7815
4.9901
0.8490
3.8840
4.4499

SCF = 0.111993
ZPE = 0.092079
H29s = 0.212465
Gagg = 0.170198

0.3663
0.2296
-0.1201
0.3576
-0.0686
-0.2459
0.1787
-0.1661
0.2747
-0.2580
0.8020
1.3143
-0.5501
-0.7997

ZaoQ—~IZmmIZaoaoaoaaadm

2-Cl
0.1215
0.1001
0.0679
-1.1088
1.2851
1.2751
-1.1050
2.2285
-2.0455
0.0551
-2.8642
-4.8880
24770
3.4638

SCF = -0.002247
ZPE = 0.092700
Hz9s = 0.100974
ngs = 0.053970

0.3774
0.2319
-0.1407
0.3400
-0.0618
-0.2477
0.1538
-0.1475
0.2370
-0.2881
0.7658
-0.5632
-0.6525
-0.7196

ocoz~EmEIZOQOOQOQOQOOQOE

3
0.1680
0.1392
0.0860
-1.0638
1.3239
1.2907
-1.0870
2.2754
-2.0316
0.0675
-2.7718
2.5494
3.5735
2.5067

SCF = 0.068362
ZPE = 0.096903
H298 = 0.174506
G298 == 0.130071

121

0.0463
1.1385
3.9010
1.8274
1.8054
3.1973
3.2131
1.2497
3.7772
4.9916
0.8183
-0.3454
3.8878
4.4544

0.0554
1.1478
3.9237
1.8477
1.8206
3.2117
3.2306
1.2676
3.7928
5.0175
0.8567
3.9407
3.3186
5.1312



Supporting Information

7 STRUCTURES

3-Cl
0.3683  0.1091
0.2322  0.0885
-0.1152  0.0493
0.3607 -1.1205
-0.0652  1.2755
-0.2402  1.2552
0.1830 -1.1182
-0.1639  2.2216
0.2799  -2.0597
-0.2530  0.0380
0.8055 -2.8795
1.3138  -4.8899
-0.5561  2.5039
-0.6628  3.5370
-0.7057  2.4843

ocoozaQ~IOEZ@Tmaoaacacaandm™

SCF = -0.054708
ZPE = 0.097640
Hy9s = 0.054266
Gogs = 0.005212

4
0.3846  0.1680
0.2330  0.1400
-0.1568  0.0978
0.3374 -1.0638
-0.0653  1.3191
-0.2622  1.3087
0.1416 -1.0818
-0.1479  2.2648
0.2203  -2.0247
-0.3116  0.0755
0.7681  -2.7733
-0.5647  2.5646
-1.1734  2.3632
0.3886  3.0600
-1.1297  3.2758

BN oRolaef= N O NONONO RO NG N==

SCF = 0.048208
ZPE = 0.119930
Hy9s = 0.176759
ngs = 0.134065

0.0371
1.1298
3.9002
1.8197
1.7900
3.1860
3.2064
1.2350
3.7694
4.9928
0.8081
-0.3482
3.9041
3.2896
5.1014

0.0622
1.1526
3.9120
1.8510
1.8324
3.2184
3.2320
1.2761
3.7957
5.0011
0.8642
3.9419
4.8577
4.2570
3.2904

4-Cl1
0.3633  0.1111
0.2279  0.0866
-0.1227  0.0602
0.3601 -1.1220
-0.0743  1.2696
-0.2520  1.2678
0.1798 -1.1139
-0.1756  2.2114
0.2766  -2.0546
-0.2622  0.0442
0.8094 -2.8706
1.3349  -4.9140
-0.5570  2.5240
-1.1462  2.3212
0.3913  3.0393
-1.1446  3.2237

mDommooQ~Om@momTmoaoacacacaam

SCF = -0.053604
ZPE = 0.120634
Hz9s = 0.077775
Gags = 0.030367

5
1.3410  0.0840
0.7596  0.0873
-0.7146  0.1299
0.3621 -1.1139
0.4311  1.3067
-0.3090  1.3606
-0.3760 -1.0790
0.7639  2.2288
-0.7038 -2.0161
-1.3003  0.1089
0.8448 -2.8771
-0.5710  2.5829
-1.5769  2.5992
-0.4189  3.7883
-2.5596  2.1834
-1.7407  3.6494
-1.2193  1.9846
-1.0184  3.7662
-0.7420  4.6748
0.6656  3.9200

a=Resiasfanias BN OO ANl R HONONO RO RO N @ J==!

SCF = 0.073602
ZPE = 0.165400
H298 = 0.250156
ngs = 0.202051

122

0.0412
1.1332
3.8877
1.8193
1.8053
3.1932
3.2035
1.2473
3.7701
4.9780
0.8132
-0.3627
3.9147
4.8428
4.2114
3.2707

0.2351
1.1716
3.5340
1.7570
1.7504
2.9585
2.9394
1.2515
3.4181
4.4648
0.9040
3.5967
4.6265
2.8243
4.2720
4.9848
5.4962
1.8734
3.4309
2.5625



Supporting Information

7 STRUCTURES

CnponCDDoQz—-ID@mI@Daoacacaaad

5-Cl

2.0057  -0.0610

1.

1631  0.0074

-0.9560 0.2177
0.4130 -1.1324
0.8779  1.2393
-0.1944  1.3659
-0.6433 -1.0046
1.4956  2.1150
-1.2536 -1.8854
-1.8026  0.2730
0.8497  -2.9507
1.3538 -5.0742
-0.4318  2.6385
-1.1729  2.5928
-0.9265  3.6422
-2.2705  2.3852

-1

.0681  3.5889

-0.7387  1.7993
-2.0041  3.4917
-0.8297  4.6476
-0.3063  3.6281

SCF = -0.027122
ZPE = 0.166013

Hos
Gags

TEZTEQO~EEDOQOQOQOOQOE

SCF
ZPE
Hoos
G2os

0.151980
0.099725

6

0.2852  0.1585
0.2077  0.0963
0.0084  -0.0480
0.3703 -1.1301
-0.0534  1.2521
-0.1531  1.1761
0.2698 -1.1957
-0.1831  2.2220
0.3958 -2.1564
-0.0672  -0.1180
0.7494  -2.7996
-0.4141  2.3759
-0.5215  2.3340
0.4375  1.9895
-1.3657  1.6724
-0.7311  3.3989

-0.000382
0.125583
0.134569
0.090317

0.7362
1.4419
3.2247
1.7328
2.0241
2.9324
2.6334
1.7766
2.8867
3.9244
0.8532
-0.1775
3.5493
4.7862
2.6333
4.6495
5.2932
5.4482
2.3476
3.1219
1.6996

0.0555
1.1529
3.9410
1.8046
1.8779
3.2808
3.1929
1.3773
3.7177
5.0347
0.7351
3.9092
5.3280
5.7857
5.6401
5.6031

6-Cl
0.2865 0.1160
0.2114  0.0527
0.0164 -0.0830
0.3775 -1.1803
-0.0490  1.2150
-0.1456  1.1384
0.2766  -1.2288
-0.1793  2.1833
0.4033  -2.1885
-0.0574 -0.1527
0.7636  -2.8921
1.2147  -4.8934
-0.4076  2.3492
-0.5097  2.2892
0.4484  1.9367
-1.3503  1.6217
-0.7188  3.3469

mommoooQ~OmOmTmaoacacacaam

SCF = -0.102817
ZPE = 0.126169
Hy9s = 0.034927
ngs = -0.014408

7
1.6572  0.2634
0.8638  -0.0449
-1.1396 -0.7897
0.2925 -1.3129
0.4364  0.8506
-0.5685  0.4897
-0.7126  -1.6816
0.9003  1.8472
-1.1745 -2.6801
-1.9322  -1.0856
0.9115 -2.6100
-1.1811  1.4716
-0.3068  2.9818
-0.7215  3.6187
-0.4626  3.4995
0.7871  2.8553

axfusgaNOROGE N RN O NONONONO RO N ==

SCF = 0.058870
ZPE = 0.120185
Hzgg - 0.189244
Gags = 0.143017

123

0.0359
1.1325
3.9119
1.7673
1.8542
3.2528
3.1562
1.3545
3.6805
5.0044
0.6745
-0.5972
3.8896
5.3018
5.7567
5.6133
5.6023

1.3338
2.0331
3.8179
1.9428
3.0125
3.9148
2.8410
3.0672
2.7830
4.5233
0.5247
5.1471
5.0414
5.8590
4.0684
5.2038



Supporting Information

7 STRUCTURES

7-Cl
1.6195  0.2832
0.8524  -0.0487
-1.0802 -0.8463
0.3203 -1.3340
0.4322  0.8347
-0.5386  0.4422
-0.6512  -1.7172
0.8706  1.8417
-1.0897 -2.7255
-1.8461 -1.1639
0.9519 -2.6345
1.6899  -4.1448
-1.1476  1.4112
-0.3070  2.9410
-0.7049  3.5750
-0.4984  3.4475
0.7933  2.8296

DD mQulO~@mEmIEZaoaoaaaaam

SCF = -0.045422
ZPE = 0.120788
Hy9s = 0.087785
ngs = 0.036304

8
0.3545  0.1251
0.2202  0.1052
-0.1272  0.0829
0.3495 -1.0889
-0.0819  1.2902
-0.2541  1.2746
0.1751  -1.0991
-0.1893  2.2339
0.2736  -2.0357
-0.2700  0.0778
0.7882  -2.8030
-0.5665 2.5711
-1.3170  2.4119
0.5468  3.2562
-1.2662  3.4942

SEc NN NN NoNoNO RO NON@R==!

SCF = -0.186800
ZPE = 0.098531
H298 == -0.077853
ngg = -0.125146

1.2620
1.9784
3.8049
1.8788
2.9731
3.8952
2.8070
3.0260
2.7537
4.5279
0.3994
-1.3239
5.1607
5.0326
5.8580
4.0602
5.1574

0.0438
1.1373
3.9093
1.8483
1.8080
3.1934
3.2330
1.2495
3.8049
5.0018
0.8725
3.9319
5.0715
4.3568
3.1934

8-Cl
0.3526  0.0816
0.2242  0.0628
-0.1077  0.0416
0.3661 -1.1416
-0.0785  1.2484
-0.2448  1.2367
0.1954 -1.1337
-0.1924  2.1917
0.3007 -2.0704
-0.2444  0.0387
0.8184 -2.8992
1.3390  -4.9230
-0.5572  2.5237
-1.2971  2.3787
0.5445  3.2343
-1.2711  3.4553

HHmQAQ—-IZIOoDIEZmaaoaaaadm

SCF = -0.302425
ZPE = 0.099232
Hz9s = -0.190662
Gagg = -0.242623

9
H 03586 0.1757
C 0.2196 0.1489
C -0.1372 0.1148
C 03373 -1.0515
C -0.0761 1.3316
C -0.2555 1.3169
C  0.1587 -1.0653
H -0.1666 2.2723
H 02490 -2.0051
H -0.2761 0.0890
I 07649 -2.7628
Br -0.6528 2.9030

SCF = 0.069002
ZPE = 0.082213
H29s = 0.159403
Gags = 0.116642

124

0.0250
1.1181
3.8825
1.8121
1.7838
3.1712
3.1990
1.2297
3.7675
4.9739
0.8083
-0.3475
3.9071
5.0592
4.3310
3.1872

0.0665
1.1591
3.9257
1.8604
1.8360
3.2224
3.2437
1.2700
3.8117
5.0180
0.8758
4.1341



Supporting Information

7 STRUCTURES

9-Cl

H 03646 0.1200
C  0.2296 0.0940
C -0.1192 0.0636
C 0.3586 -1.1154
C -0.0689 1.2797
C -0.2437 1.2636
C 01797 -1.1114
H -0.1654 2.2198
H 02748 -2.0507
H -0.2555 0.0407
I 08039 -2.8668
Cl  1.3197 -4.8952
Br -0.6469 2.8569

SCF = -0.040595
ZPE = 0.082854
H298 = 0.052583
ngg = 0.005120

10
0.2306 -0.0236
-0.1340  0.0056
0.1332  -1.2272
0.1452  1.1945
-0.0369  1.2145
-0.0490 -1.2180
0.4919 -0.0444
0.2165  -2.4785
0.2823  -3.5095
-0.1466  -2.4443
-0.2266 -3.4474
-0.3174  0.0203
-0.4672  0.0323
-0.1223  2.4556
-0.1921  3.4706
0.2409  2.4316
0.3169  3.4512

zaoaZzaoazaoazaoazao~QaoooaoaaA

SCF = 0.348583
ZPE = 0.091315
Hy9s = 0.455024
ngs = 0.397970

0.0453
1.1376
3.8973
1.8234
1.8083
3.1940
3.2078
1.2460
3.7740
4.9881
0.8118
-0.3598
4.1118

1.1259
3.9253
1.8389
1.8152
3.2126
3.2364
-0.8803
1.1653
0.6308
3.9495
4.5329
5.3351
6.4885
3.9015
4.4650
1.1173
0.5627

10-Cl1
0.2253  -0.0239
-0.1254  0.0054
0.1288 -1.2195
0.1438  1.1866
-0.0300  1.2125
-0.0452 -1.2164
0.4855  -0.0455
0.7718 -0.0691
0.2052  -2.4773
0.2653 -3.5132
-0.1412  -2.4402
-0.2194  -3.4418
-0.3011  0.0200
-0.4449  0.0320
-0.1107  2.4510
-0.1764  3.4645
0.2357  2.4303
0.3087  3.4552

ZAazZazazZzZazaQ~aoaoaaaa

SCF = 0.201168
ZPE = 0.091685
H298 = 0.310118
G298 == 0.248347

11
0.2216  -0.0255
-0.1345 0.0095
0.1087  -1.2269
0.1557  1.1935
-0.0216  1.2206
-0.0690 -1.2192
0.4735 -0.0501
0.1637  -2.4296
-0.1734 -2.3851
-0.3029  0.0259
-0.0802  2.4028
0.2572  2.3808

SRR RN E o NONONONONONS)

SCF = -0.267559
ZPE = 0.054984
Hy9s = -0.201825
ngs = -0.249631

125

1.0776
3.8954
1.8048
1.7816
3.1791
3.2024
-1.0180
-3.3241
1.1398
0.6137
3.9229
4.5098
5.3054
6.4600
3.8759
4.4436
1.0927
0.5469

1.1243
3.9559
1.8494
1.8254
3.2348
3.2590
-0.8879
1.2378
3.9302
5.2922
3.8828
1.1902



Supporting Information

7 STRUCTURES

11-1
0.0061  -0.0379
0.0229  0.0055
0.0397  -1.2600
-0.0194  1.2067
-0.0109  1.2278
0.0478 -1.2232
0.0770  -3.0976
0.0797  -2.3566
0.0314  0.0096
-0.0349  2.4048
-0.0517  2.3706
-0.0039  0.0167
0.1231  -5.3814

=000 00a0

SCF = -0.356270

11-F
0.0095 -0.0336
0.0187  0.0137
0.0382 -1.2552
-0.0147  1.2133
-0.0101  1.2356
0.0424 -1.2142
0.0748  -3.1460
0.0693  -2.3490
0.0234  0.0205
-0.0329  2.4143
-0.0422  2.3782
0.0035  0.0190
0.1088 -4.8181

SRS Ec RS RSO N_NONONONONONS!

SCF = -0.382633

11-OCH2
1.2098  1.1843
-1.2198  2.6050
-0.0000  0.4643
1.2198  2.6050
-0.0000  3.3198
-1.2099 1.1842
-2.4058  0.5568
-2.3944  3.2698
-0.0000  4.6670
2.3944  3.2698
2.4058  0.5568
-0.0000 -1.5634
0.0004 -5.3246
-0.0001  -6.5525
-0.9404 -7.1432
0.9397  -7.1440

==RNoNOR NN RO RO RO NoNoNoNONONe!

SCF = -0.318530

1.0821
3.8878
1.7697
1.7701
3.1818
3.1718
0.7268
3.9128
5.2416
3.8499
1.0793
-0.2712
-0.5694

1.0908
3.8939
1.7760
1.7749
3.1868
3.1763
0.7046
3.9185
5.2487
3.8544
1.0838
-0.2645
-0.2426

-0.0000
-0.0000
-0.0000
-0.0000
-0.0000
0.0000
0.0000
0.0000
-0.0000
-0.0000
-0.0000
0.0000
0.0000
0.0000
0.0000
0.0000

11-OMe
0.0571  0.0919
-0.0172  0.0404
0.0798 -1.1533
-0.0019  1.3130
-0.0393  1.2860
0.0421 -1.1621
0.1689 -2.9782
0.0603 -2.3203
-0.0525 -0.0005
-0.0956  2.4400
-0.0225  2.5004
0.0905  0.1927
0.2531  -4.7508
0.2878  -4.6748
0.3327 -5.7218
1.1905 -4.1174
-0.6272  -4.1758

aeeniasNONGNC RS R RO NN NONONONONONO)

SCF = -0.405331

11-C1
0.2254  -0.0256
-0.1266  0.0083
0.1208 -1.2176
0.1513  1.1836
-0.0232  1.2170
-0.0542  -1.2173
0.4863  -0.0508
0.1818 -2.4291
-0.1516  -2.3848
-0.2928  0.0244
-0.0906  2.4004
0.2430  2.3804
0.7766  -0.0791

Qoo —0aaaaan

SCF = -0.397908
ZPE = 0.055572
H29s = -0.329453
Gag9s = -0.382000

126

1.1465
3.9491
1.7902
1.8733
3.2844
3.1918
0.6701
3.8951
5.3025
3.9914
1.2219
-0.2049
-0.3318
-1.7004
-2.1128
-2.0766
-2.1259

1.0705
3.9111
1.8028
1.7778
3.1888
3.2141
-1.0273
1.2000
3.8929
5.2546
3.8432
1.1500
-3.3583
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C 0.0072
C 0.0216
C  0.0396
C -0.0182
C -0.0109
C 0.0465
I 00771
F 0.0772
F  0.0290
F -0.0348
F -0.0492
F -0.0014
Br 0.1207

11-Br
-0.0361
0.0079
-1.2587
1.2087
1.2301
-1.2208
-3.0975
-2.3539
0.0123
2.4073
2.3726
0.0187
-5.2332

SCF = -0.380162

11-DMF
C -2.4206 1.1824
C -3.5834 -1.3805
C -1.5796 0.0534
C -3.8348 1.0459
C -4.4201 -0.2410
C -2.1713 -1.2241
F -1.4242 -2.3492
F  -4.1236 -2.6174
F  -5.7603 -0.3799
F  -4.6172 2.1457
F  -1.9201 2.4368
I 04373 0.2622
O 43009 0.5907
C 5.5225  0.8201
H 59390 1.8543
N 64720 -0.1796
C 6.1105 -1.5681
H 6.5439 -2.0589
H 49929 -1.6721
H 6.5106 -2.0902
C 78720 0.1244
H 83781 -0.2990
H 83455 -0.3310
H 8.0406 1.2331

SCF = -0.327841

1.0834
3.8887
1.7706
1.7709
3.1826
3.1729
0.7270
3.9144
5.2427
3.8506
1.0798
-0.2700
-0.4854

-0.0001
0.0075
-0.0030
0.0065
0.0103
0.0008
-0.0017
0.0110
0.0167
0.0092
-0.0035
-0.0125
-0.0155
0.0106
0.0358
0.0108
-0.0196
-0.9324
-0.0417
0.8911
0.0412
-0.8689
0.9534
0.0637

IS zEmHEEE Qa0

11-NH3
0.0005 0.1308
0.0217  0.1696
0.0350 -1.0923
-0.0237  1.3721
-0.0130  1.3927
0.0455 -1.0605
0.0695 -2.8596
0.0790  -2.1959
0.0330  0.1685
-0.0353  2.5648
-0.0562  2.5296
-0.0106  0.1758
0.1170  -5.3220
1.0620 -5.6177
-0.3213  -5.2185
-0.3733  -6.0125

SCF = -0.282298
ZPE = 0.091325
Hz9s = -0.176929
Gagg = -0.231539

C
C
I

I
I
F
F
F

0.5713
-0.0136
0.2446
0.5985
0.3089
-0.0515
0.9922
-0.5213
0.3556
-0.2933
0.2145
0.9095

12
-0.2872
0.5852
-1.2124
1.0848
1.5400
-0.7951
-0.9153
-2.1473
3.5200
1.0028
-2.5302
1.9849

SCF = -0.064161
ZPE = 0.049649
H29s = -0.002282
Gag9s = -0.055587

127

1.1713

3.9838

1.8664
1.8625

3.2759

3.2731

0.8643

4.0049

5.3337
3.9409
1.1686
-0.1792
-0.5270
-0.6576
-1.4185
0.0025

1.0688
3.6875
2.0826
1.3963
2.7000
3.3975
-0.8151
4.8366
3.1445
4.9412
1.7874
0.4382
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HEE—-—~Q~0aaaaan

0.5822
-0.0052
0.2601
0.6023
0.3125
-0.0373
1.0221
1.5108
-0.5000
0.3511
-0.2863
0.2301
0.9080

12-Cl
-0.3035
0.5710
-1.2182
1.0602
1.5218
-0.8056
-0.9571
-1.6834
-2.1592
3.5050
0.9901
-2.5422
1.9735

SCF = -0.191776
ZPE = 0.050180
H298 = -0.127228
ngg = -0.185202

C
1
Br
Br
Br

-0.0003
-0.0042
-0.9268

1.8082
-0.8828

13
-0.0036
-0.0159
-1.5545
-0.0256
1.5786

SCF = 0.041017
ZPE = 0.007480
Hy9s = 0.056275
Gags = 0.012865

C
I
Cl
Br
Br
Br

0.0000
-0.0026
-0.0052
-0.9042

1.8091
-0.9028

13-Cl
-0.0046
-0.0157
-0.0282
-1.5675
-0.0026
1.5648

SCF = -0.097730
ZPE = 0.008093
H298 = -0079751
Gags = -0.127811

gm = Q

-0.0002
0.0066
-0.6338
1.2474
-0.6193

14
-0.0024
-0.0204
-1.0755
-0.0063
1.0884

1.0154
3.6445
2.0311
1.3497
2.6562
3.3523
-0.9494
-3.1315
4.7974
3.1033
4.9049
1.7483
0.3977

1.1644
-0.8980
1.7845
1.7737
1.7678

1.1029
-1.0505
-3.3832

1.6868

1.6757

1.6711

1.0902
-1.0852
1.6558
1.6528
1.6379

SCF = -0.211374
ZPE = 0.015222
Hz9s = -0.190394
Gagg = -0.226487

C -0.0001
I 0.0001
Cl 0.0008
F -0.6171
F 1.2372
F -0.6210

14-C1

-0.0029
-0.0211
-0.0393
-1.0708
0.0042
1.0725

SCF = -0.362092
ZPE = 0.015939
Hzgg - -0-338274
Gags = -0.379417

0.0035
0.0132
-0.7154
-0.1987
-1.7723
-0.7295
1.4341
1.9787
1.4471
1.9790
-0.7150
-0.1980
-0.7290
-1.7719

asfasgasi@Qasfiasfas @R fa NO N NO!

15
-0.0003
0.0013
-1.2414
-2.1659
-1.2569
-1.2581
-0.0009
-0.9094
-0.0016
0.9079
1.2404
2.1652
1.2555
1.2567

SCF = -0.013355
ZPE = 0.121594
H29s = 0.116240
Gags = 0.076272

128

0.9836
-1.2700
-3.5934

1.6005

1.5923

1.5833

1.1245
-0.9839
1.6048
1.2501
1.2439
2.7234
1.6156
1.2614
2.7344
1.2626
1.6066
1.2533
2.7253
1.2458
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15-Cl
C -0.0001 -0.0045 1.0534
I 0.0049 -0.0128 -1.0942
0.0087 -0.0217 -3.5241
-0.7142 -1.2365  1.5458
-0.2004 -2.1621 1.1893
-1.7706 -1.2544  1.1833
-0.7366 -1.2679  2.6661
1.4240 -0.0031 1.5454
1.9679 -0.9114 1.1891
1.4627  0.0011  2.6657
1.9684 0.9023 1.1824
-0.7133  1.2318  1.5358
-0.1984  2.1542  1.1725
-0.7363  1.2719  2.6559
-1.7695  1.2479  1.1726

mEmo@DENazZmaQ

SCF = -0.108268
ZPE = 0.122243
Hy9s = 0.024096
G2gs = -0.020956

16
-0.0008 -0.0048 1.1357
0.0019 -0.0156 -0.9764
-0.6931 -1.2001  1.5825
-1.2476 -2.1574 1.9363
1.3814 -0.0028 1.5794
2.4884 -0.0011 1.9308
-0.6927  1.1952  1.5705
-1.2468  2.1561  1.9147

ZzaQZaza—-Q

SCF = 0.190438
ZPE = 0.036985
Hy9s = 0.235718
Goos = 0.193530

16-Cl
-0.0007 -0.0046  1.2050
-0.0001 -0.0139 -1.0674
-0.0003 -0.0234 -3.3660
-0.6933 -1.2028 1.5739
-1.2602 -2.1834 1.8444
1.3845 -0.0031  1.5688
2.5181 -0.0020 1.8356
-0.6935 1.1966  1.5631
-1.2605  2.1794  1.8253

ZzaZazaQ-=A

SCF = 0.030949
ZPE = 0.037286
Hoos = 0.078724
ngs = 0.031569

TEQETZTQOoO0o OOz~

0.0935
-0.5922
0.0680
-1.8198

1.1570
-2.5998
-2.0132
-2.1091
-2.9549
-0.7749
-0.1828
-1.0289

17
-1.3396
-0.4288
-0.3785
0.2726
-0.9056
0.3915
0.8463
1.9581
0.4344
0.4190
1.2934
-0.2302

SCF = -0.058808
ZPE = 0.083635
Ha9s = 0.032943
G298 = -0.008805

I
Cl
N
C
C
0]
0]
C
H
H
C
H
H

0.1673
0.9907
-0.5762
0.0671
-1.7920
1.1688
-2.6305
-2.0136
-2.1251
-2.9474
-0.7721
-0.1865
-1.0086

17-Cl

-1.4107
-2.4845
-0.4412
-0.3731
0.2374
-0.8632
0.3844
0.8277
1.9347
0.4040
0.4198
1.2976
-0.2335

SCF = -0.197015
ZPE = 0.084276
Ha9s = -0.102480
G298 = -0.149197

I
C
H
C
H
H

-0.0012
0.0013
0.0053

-0.0012
0.0008

-0.0049

18

0.0257
-0.0637
0.9286
-1.1801
-1.1634
-2.1874

SCF = 0.047422
ZPE = 0.042013
Haos = 0.094116
Ga9s = 0.062016

129

-1.5269
0.0588
1.3093
0.1174
1.5434

-0.8290
1.5175
1.4499
1.9571
2.2995
2.6663
3.1734

-1.6763
-3.5636
0.0279
1.2634
0.1052
1.5662
-0.8008
1.5134
1.4389
1.9513
2.2870
2.6474
3.1592

-0.7708
1.2392
1.7077
1.9529
3.0535
1.5126
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18-Cl 20
I -0.0029 -0.0212 -0.9509 I 07803 0.2451 -0.5744
Cl -0.0056 0.1103 -3.3997 C  0.0044 -0.0452 1.2477
C  -0.0003 -0.0755 1.0911 H -0.4482 0.8527 1.6776
H 0.0009 0.9215 15515 C  0.0281 -1.2371 1.8749
C  -0.0000 -1.1562 1.8574 H 05195 -2.1148 1.4029
H 00014 -1.1179 2.9568 N -0.5881 -1.5432  3.0847
H -0.0012 -2.1766 1.4522 C  -0.0287 -2.6275 3.8513
H -0.8135 -3.0114 4.5560
SCF = -0.047493 H 08654 -2.3054 4.4521
7ZPE — 0.042657 H 0.2786 -3.4616 3.1674
H.9s = 0.001899 C -1.1660 -0.4702 3.8508
Gags = -0.035539 H -0.3925 0.2625 4.2100
H -1.7011 -0.8950 4.7404
H -1.9082 0.0775 3.2109
19
I -0.0018 -0.0333 -0.7844 SCF = 0.049916
C  0.0011 -0.0568 1.2231 ZPE = 0.115756
H 00048 0.9449  1.6742 Hz9s = 0.174570
C -0.0009 -1.1685 1.9608 Gags = 0.131606
H -0.0046 -2.1849 1.5225
C  0.0016 -1.1429 3.3815
N 0.0037 -1.1411 4.5453 20-Cl

-0.0589 -0.0395 -0.9110
0.1920 0.2296 -3.3268
-0.3108 -0.2272  1.1079
-0.9031  0.5820  1.5500
0.1852 -1.2212  1.8490
0.7764 -2.0385 1.3917
0.1247  -1.3770  3.2651
-0.3727  -2.6683  3.6819
0.1659 -3.4723 3.1161
-1.4776  -2.7979  3.5141
-0.1686 -2.7986  4.7777
-0.4791 -0.2836  3.9866
0.0309  0.6697  3.6893
-0.3326  -0.4478  5.0870
-1.5815 -0.1708  3.7916

SCF = 0.096033
ZPE = 0.042466
Hogs = 0.144679
ngs = 0.108169

19-Cl
I -0.0020 -0.0569 -0.9419
Cl -0.0065 0.0209 -3.3421
C -0.0005 -0.0680 1.1100
H -0.0004 0.9336 1.5600
C 0.0006 -1.1562 1.8820
H 0.0006 -2.1764 1.4593
C 0.0017 -1.1238 3.3016
N 0.0026 -1.1097 4.4677

CTEEQDODHQZEQTAQQ —~

SCF = -0.042887
ZPE = 0.116476
Haos = 0.084404
Gags = 0.037176

SCF = -0.017576
ZPE = 0.042947
Hzgs = 0.033627
ngg = -0.007682

21
I 0.0000 0.0000 -0.5186
C 0.0000 0.0000 1.3937
H 0.0000 0.0000 3.6532
C 0.0000 0.0000 2.5915

SCF = 0.103223

130
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I 0.0271
Cl 0.2747
C -0.1749
H -0.4090
C  -0.2994

21-Cl
-0.0520
-0.1321
0.0115
0.0827
0.0496

SCF = -0.002719

I 1.2371
C -0.6729
C -1.8720
C -3.2417
N -4.4064

22

0.0002
-0.0013
-0.0022
-0.0002
0.0015

SCF = 0.155144

I 0.0243
Cl  0.2685
C  -0.1805
C -0.3055
C -0.4470
N -0.5681

22-Cl
-0.0540
-0.1351
0.0135
0.0539
0.0993
0.1380

SCF = 0.027957

I -0.0000
C 0.0000
N 0.0000

23

0.0000
-0.0000
-0.0000

SCF = 0.067769

I 0.0000
Cl -0.0000
C  0.0000
N 0.0000

23-Cl
0.0000
-0.0000
0.0000
0.0000

SCF = -0.058092

-0.8811
-3.2930
1.0809
3.3274
2.2768

-0.0000
0.0000
0.0001

-0.0001
0.0001

-0.8476
-3.2064
1.1290
2.3301
3.6864
4.8469

-0.5028
1.4242
2.5865

0.0765
-2.3069
2.0765
3.2435

—~=THY-OHHTHHT-OHRE"==0000000000000000000

4.9922
3.5850
3.5849
5.7036
4.9922
2.9010
1.4276
-1.4276
0.7114
0.7114
-0.7115
-0.7114
-2.9010
-5.7037
-3.5850
-3.5850
-4.9922
-4.9923
-2.5506
2.5506
-7.0529
-5.7077
-5.7077
-1.3536
1.3537
1.3536
-1.3538
5.7076
7.0528
5.7077
2.5505
-2.5506

24
2.0887
-0.3211
2.0867
0.8828
-0.3231
0.8828
0.8828
0.8828
1.1065
0.6591
0.6591
1.1065
0.8828
0.8827
2.0867
-0.3212
-0.3232
2.0887
-2.0368
-2.0368
0.8827
-1.4476
3.2131
1.3255
1.3255
0.4400
0.4400
3.2132
0.8828
-1.4476
3.8024
3.8023

SCF = -0.408792
ZPE = 0.152867
Hz9s = -0.226487
Gagg = -0.315065

131

0.3064
-0.1457
0.3057
0.0801
-0.1463
0.0800

0.0800

0.0799
-1.1131
1.2730

1.2730
-1.1132
0.0798

0.0797
0.3055
-0.1459
-0.1466
0.3061
-0.4665
-0.4663
0.0797
-0.3579
0.5174
-2.2805
-2.2804
2.4403

2.4402

0.5177
0.0801
-0.3575
0.6262

0.6262
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elal i io GGG ECESESEGCEEE T No o RoNo Yo o loRo Jo o No o Ro o Ro Ro o Xo)

24-Cl

-0.8142  0.4954
1.0140 -0.5238
-1.0309 -0.7701
0.3170  1.2580
1.2261  0.7394
-0.1159 -1.2566
-0.3174  -2.5795
-0.3097  -5.0493
0.2745 -3.7287
-1.0163 -2.7042

-1.

0125 -3.9352

0.2783  -4.9597
-0.1002 -6.2419
0.3478  -8.4775
-1.0103 -7.3071
1.0321 -6.2572
1.2518  -7.3837
-0.7860 -8.4331
2.3126  -4.6313
2.3023  -1.3347
0.5628  -9.5616
2.3183  -7.4757

-1.

6241 -9.4968

0.8904 -6.0253

-1.

0.8830 -3.6823
-1.6738 -1.6530
6664 -3.9960
6574  1.0260

-1.

0.5247  2.4759
2.2899  1.5068
3.6911  -2.5443
-2.6433 -1.8854
-2.6265 -7.2154

SCF = -0.561905
ZPE = 0.153764

Hsgs
Gaos

-0.376881
-0.468383

1.5976
3.5115
2.1695
1.9790
2.9376
3.1136
3.7293
5.1573
3.1678
4.9468
5.6585
3.8796
5.9961
7.6082
5.9492
6.8266
7.6344
6.7601
6.8197
4.9137
8.3883
8.4611
6.7646
3.3165
1.9617
5.4853
6.8401
0.6802
1.4281
3.2673
6.6180
1.6422
4.7240

25
1.2019  0.7288
-1.2149 -0.7369
1.2456  -0.6838
-0.0306  1.4205
-1.2322  0.6763
0.0303 -1.4054
2.5359 -1.3921
4.9938 -2.7410
3.1365 -1.7232
3.1365 -1.7203
4.3701 -2.3971
4.3701  -2.4002
-0.0624  2.8921
-0.1229  5.6951
-0.0776  3.5784
-0.0768  3.5757
-0.1072  4.9824
-0.1080  4.9852
-2.4735 -1.5002
-4.8709 -2.9539
-3.0587 -1.8570
-3.0599 -1.8539
-4.2631 -2.5833
-4.2619 -2.5866
2.2293 -1.2201
2.2293 -1.2275
-0.0540 2.5391
-0.0557  2.5457
-2.1731  -1.3226
-2.1758 -1.3149
2.3556  1.4285
-2.4150  1.3256
0.0594 -2.7544
-0.1222  5.6965
-0.1521  7.0442
-0.1239  5.7018
4.9975  -2.7397
6.1769  -3.3899
4.9974  -2.7457
-6.0249 -3.6532
-4.8757 -2.9525
-4.8732  -2.9590

eSS Beslesles Bes Bl e B Bo B RN RN R o NoNoNoNoRo oo JoRo oo No o loNo Yo No No RO No RO RO NO!

SCF = -0.431033
ZPE = 0.200471

Hags = -0.191304
Gags = -0.300674

132

0.0003
-0.0007
-0.0012

0.0014

0.0009
-0.0017
-0.0021
-0.0037

1.2221
-1.2270
-1.2302

1.2236

0.0030

0.0062
-1.2208

1.2283

1.2323
-1.2216
-0.0011
-0.0018

1.2233
-1.2258
-1.2286

1.2253
-2.9714

2.9677

2.9722
-2.9670

2.9686
-2.9706

0.0008

0.0018
-0.0028

2.3773

0.0077
-2.3650
-2.3749
-0.0045

2.3675
-0.0022
-2.3730

2.3693
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SRR RS RSN R RS RSSO RTEE RN o Ro Yo Yo o o Ro o Ro No o o lo Ro Yo o Jo o Ro o Ro No o Xo!

25-Cl

0.3021  -1.3266
-0.3311  1.4135
1.3454 -0.3763
-1.0516  -0.9325
-1.3556  0.4432
1.0146  0.9931
2.7475  -0.8147
5.4051 -1.6494
3.2637 -1.0721
3.5230  -0.9635
4.8598 -1.3833
4.5982  -1.4909
-2.1153  -1.9430
-4.1287 -3.8617
-2.7675 -2.4229
-2.4414  -2.3962
-3.4527  -3.3593
-3.7804  -3.3880
-0.65635 2.8161
-1.2628  5.4690
-0.7264  3.1877
-0.8765  3.7332

-1.
-1.

1831  5.0679
0325 4.5204

2.7148  -0.5749
2.0418  -0.8226
-1.4238 -1.6273
-2.2472  -1.7256
-0.3821  1.7652
-0.7556  3.1298
0.1274  -0.3708
0.6048  -2.6367
-2.6469  0.8348
2.0024  1.9137
-3.8212  -3.8429
-5.1028  -4.7898
-4.4491  -3.8925
5.6625  -1.5467
6.6907 -2.0531
5.1645 -1.7572
-1.5576  6.7524
-1.4096  6.0029

-1.

1201 4.9521

SCF = -0.593393
ZPE = 0.201559

Hos
Gags

-0.350917
-0.462172

0.5441
0.2694
0.4735
0.4503
0.3422
0.3652
0.3728
0.1317
-0.9093
1.5309
1.4114
-1.0252
0.3257
0.0390
1.4698
-0.9646
-1.1034
1.3274
-0.0415
-0.6809
-1.3954
0.9948
0.6749
-1.7114
3.3515
-2.5392
-2.5725
3.3034
-2.8341
2.9288
-4.3027
0.6745
0.2783
0.3235
-2.3112
-0.0982
2.3905
2.4889
0.0166
-2.2239
-0.9889
1.6270
-2.9898

s g=upeNoNoNoNORONOR=N==R: N o NO RO RO NGO N ==

-1.4241
-1.3282
-1.0851
-1.1299
-1.4067
-1.2858
-1.0028
-1.5650
-1.3488
-0.9922
-0.7974
-0.4073
-0.7381
-0.6528
-0.4594
-0.5493
-0.6907
-0.3465
-0.5078
-0.2543
-0.9763

26
0.8740
1.5965
3.4661
1.2118
2.9741
3.8917
2.1002
3.3207
4.9735
4.2083
1.5355
0.2283
0.1356
2.2765
1.6195
-0.5435
3.3777
2.2169
-1.6430
-0.2793
-0.7719

SCF = 0.436446
ZPE = 0.163515

Hos
Gagsg

g BarioNoNOoNONOROR=R=:R=--NoNONO RO RO N N==!

Q —~

SCF
ZPE
Hoos

133

= 0.610661
= 0.563681
26-Cl1

-1.4296  0.8697
-1.3322  1.6052
-1.0833  3.4696
-1.1340  1.2067
-1.4071  2.9789
-1.2831  3.8978
-1.0051  2.1018
-1.5645  3.3250
-1.3433  4.9766
-0.9871  4.2051
-0.8001  1.5260
-0.4162  0.2085
-0.7541  0.1227
-0.6530  2.2671
-0.4612  1.6010
-0.5635 -0.5347
-0.6870  3.3660
-0.3450  2.1821
-0.5262  -1.6336
-0.2645 -0.3091
-0.9903 -0.8057
-1.2828 -1.5255
= 0.173120

= 0.165531

= 0.351192

-2.1041
-1.2778
0.8257
0.0317
-1.5347
-0.4925
1.1139
-2.5701
-0.7063
1.6353
2.4384
4.9043
2.5552
3.6154
4.8360
3.7406
3.5832
5.7581
3.7984
5.8718
0.6836

-2.1005
-1.2796
0.8165
0.0280
-1.5389
-0.4974
1.1005
-2.5714
-0.7113
1.6288
2.4218
4.8497
2.4702
3.5969
4.8085
3.6736
3.5743
5.7358
3.7186
5.8087
0.6420
-1.5402
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ngg = 0.300145

SRR RSESECNoNoR N NN NoNoNoNoNoRoR="R--NoNoNoNONON@R=*

27

0.0009 0.1625
-0.0070  0.1360
-0.0251  0.0986
-0.0412  -1.0375
0.0183  1.3381
0.0078  1.3071
-0.0502 -1.1107
0.0514  2.3033
-0.0259  0.1100
-0.0846 -2.4288
-0.1563 -5.0762
-0.1098  -3.5507
-0.0949 -2.6704
-0.1295 -3.9898
-0.1460 -4.8587
-0.0810 -1.8324
-0.1668 -5.7195
-0.1904 -6.1099
-0.0857  -2.9563
0.0158  2.6276
-0.1210 -4.2379
0.6353  3.6569
0.6508  2.5393
-1.2429  3.0881
-0.7397  -3.2491
-0.7451  -5.3994
1.1435 -4.3240

SCF = -0.033225
ZPE = 0.175829

Hos
Goags

0.160823
0.096824

0.1234
1.2259
4.0542
1.9483
1.9528
3.3464
3.3529
1.4135
5.1589
3.9668
4.9404
3.1189
5.3439
5.8136
3.5624
6.0637
2.8631
5.3323
1.1113
4.1332
7.3305
3.4749
5.3448
4.4210
8.0507
7.7018
7.8528

SRR No eSO RT NI :-NoNoNoRoRoRoi=R:-No Yo NoNo Jo Ro )=

27-Cl

-0.1614  0.0876
-0.1290  0.0753
-0.0475  0.0850
-0.1234 -1.1174
-0.0931  1.2882
-0.0521  1.2843
-0.0836 -1.1219
-0.1017  2.2449
-0.0208  0.1056
-0.0835 -2.4377
-0.0926 -5.0786
-0.1226  -3.5476
-0.0475 -2.6770
-0.0516  -3.9937
-0.1290 -4.8550
-0.0212  -1.8372
-0.1617  -5.7097
-0.1013 -6.1101
-0.1720  -2.9953
-0.2188 -5.2141
0.0055  2.6080
0.0073  -4.2474
1.2807  3.0672
-0.5673  2.5762
-0.6209  3.6529
-0.5797  -3.2677
-0.6056 -5.4079
1.2844  -4.3457

SCF = -0.317678
ZPE = 0.177886

Hags
Goos

134

-0.119741
-0.187711

0.1463
1.2468
4.0554
1.9495
1.9429
3.3379
3.3536
1.3957
5.1564
3.9758
4.9456
3.1184
5.3537
5.8225
3.5639
6.0671
2.8603
5.3350
1.0819
0.4620
4.0940
7.3288
4.3210
5.3422
3.4600
8.0908
7.7312
7.8243



Supporting Information

7 STRUCTURES

28

oW Aol Nl loNoNoloNoNo"R:-NoNoNoNOo RO RO ==

SCF = 0.559691
ZPE = 0.163294
Hzgs = 0.737025
ngg = 0.682661

28-Cl1

oW AR R=-R::N:-NoNo Yoo N ool k-::RoNoNo Ro o Xo )=

-0.1655 0.1730
-0.1292  0.1482
-0.0357  0.1063
-0.1249  -1.0269
-0.0850  1.3497
-0.0387  1.3247
-0.0794 -1.1002
-0.0869  2.3112
0.0010  0.1107
-0.0813  -2.4203
-0.0937 -5.0726
-0.1282  -3.5398
-0.0398 -2.6625
-0.0462 -3.9871
-0.1359 -4.8492
-0.0020  -1.8229
-0.1731  -5.7070
-0.0983 -6.1084
-0.1848 -2.9434
0.0061  2.5460
0.0428  3.5458
-0.0036 -4.2199
0.0313  -4.4113

-0.1694  0.0981
-0.1321  0.0863
-0.0365 0.0914
-0.1267 -1.1074
-0.0897  1.2988
-0.0420 1.2997
-0.0791 -1.1130
-0.0937  2.2516
0.0012  0.1046
-0.0784 -2.4305
-0.0866 -5.0753
-0.1247  -3.5384
-0.0354 -2.6704
-0.0397  -3.9915
-0.1299 -4.8465
0.0017  -1.8292
-0.1671  -5.6986
-0.0897 -6.1088
-0.1851 -2.9828
-0.2407  -5.2016
0.0012  2.5326
0.0365  3.5418
0.0042  -4.2297
0.0400 -4.4255

0.1433
1.2453
4.0726
1.9667
1.9678
3.3677
3.3704
1.4242
5.1753
3.9833
4.9500
3.1336
5.3583
5.8342
3.5658
6.0732
2.8736
5.3338
1.1286
4.0947
4.6879
7.2364
8.3831

0.1623
1.2627
4.0712
1.9637
1.9571
3.3575
3.3674
1.4052
5.1709
3.9882
4.9516
3.1289
5.3646
5.8390
3.5722
6.0740
2.8655
5.3324
1.0946
0.4681
4.0649
4.6426
7.2411
8.3871

SCF = 0.279226
ZPE = 0.165107
H29s = 0.460239
Gags = 0.401813

29

TN QEEDEQEOEDQEEEEQz~oDOm iz am

SCF = 0.445337
ZPE = 0.309655
H298 = 0.774922
G298 = 0708630

135

0.0282  0.1593
-0.0471  0.1307
-0.2399  0.0555
-0.0414 -1.0593
-0.1514  1.3170
-0.2507  1.3173
-0.1358 -1.1318
-0.1558  2.2635
-0.3148  0.0174
-0.1166 -2.4631
-0.0585 -5.1245
-0.0054 -3.5622
-0.1999 -2.7151
-0.1731  -4.0560
0.0250 -4.8758
-0.2876 -1.8663
0.1129  -5.7196
-0.0342  -6.1722
0.1052 -2.9524
-0.3537  2.4944
-0.2556  -4.3057
-0.3631  3.7553
0.5897  3.8870
-0.4526  4.5996
-1.2346  3.8038
-0.4538  2.4845
0.4554  2.0017
-1.3689  1.9173
-0.5297  3.5341
-0.3712  -3.2230
0.5214  -2.5435
-0.4264 -3.6232
-1.3029 -2.6273
-0.2271  -5.6582
0.7350  -6.1598
-1.0893 -6.2441
-0.3044  -5.6648

0.1530
1.2524
4.0659
1.9567
1.9641
3.3884
3.3576
1.4001
5.1635
3.9612
4.8846
3.0915
5.3221
5.8246
3.5223
6.0176
2.8185
5.2248
1.1048
4.0906
7.1737
3.3969
2.8148
4.1304
2.6881
5.5248
5.9768
5.8490
5.9145
8.1126
8.0376
9.1595
7.9096
7.6648
7.3699
7.2435
8.7841



Supporting Information

7 STRUCTURES

29-Cl
-0.0666  0.1058
-0.0713  0.0864
-0.0887  0.0802
-0.0770  -1.1150
-0.0744  1.2949
-0.0725  1.3197
-0.0864 -1.1171
-0.0731  2.2292
-0.0946  0.0527
-0.0956 -2.4394
-0.1028 -5.0806
-0.0878 -3.5414
-0.1054 -2.6791
-0.1106  -4.0068
-0.0863 -4.8467
-0.0852 -1.8230
-0.0800 -5.6973
-0.1125 -6.1254
-0.0750 -2.9793
-0.0841 -5.2093
0.0161  2.5340
-0.0374  -4.2213
-0.2619  3.7465
0.5286  3.8902
-0.2241  4.6246
-1.2684  3.7284
-0.3628  2.5220
0.3985  1.9330
-1.3756  2.0629
-0.3744  3.5683
-0.9605 -3.4906
-1.1373  -2.4610
-0.5100 -3.4027
-1.9524 -4.0137
0.2160 -5.5684
1.1124  -5.9772
-0.6573  -6.2566
0.4393 -5.5377

asliasfasN@ Rz fia:NoRarliafiai NNl N o WA HON Nl B NoNo o o Xo Ro i =N NoRo o N o o N R=:

SCF = 0.200560
ZPE = 0.311590
Hy9s = 0.533633
ngs = 0.463936

0.1677
1.2690
4.0679
1.9547
1.9619
3.3778
3.3576
1.3812
5.1670
3.9782
4.9315
3.1097
5.3494
5.8537
3.5573
6.0406
2.8485
5.2775
1.0848
0.4316
4.0843
7.2453
3.3583
2.5732
4.0553
2.8577
5.4738
6.0533
5.6399
5.8779
8.0808
7.6775
9.1057
8.1693
7.6946
7.1580
7.5270
8.7942

a=Rasiis Sl SRS RS RSNl R==R==R--NoNoNoNo ook "R:"-NoNoNOo RO RO RO N==

30

1.5491 -0.3132
0.5807  0.0878
-1.8846  1.1463
-0.5621 -0.6967
0.4770  1.4401
-0.7507  1.9583
-1.7967 -0.2081
1.3660  2.0940
-2.8496  1.5694
1.4167 -3.7040
-0.6179  -4.5994
0.0705 -3.5646
1.7439  -4.3052
0.7277  -4.7440
-0.9608  -4.0003
2.8044 -4.4388
-2.0235 -3.8979
-1.4113  -4.9640
-0.4311  -2.7117
-0.8597  3.4482
1.0952  -5.3827
-1.8125  3.7193
-1.1863  4.2362
0.3012  3.9816
1.1982  -4.4679
0.1826 -6.3054
2.2966 -6.0418
-2.6967 -0.8415
2.2225 -3.3687

SCF = -0.046846
ZPE = 0.195701

H298
G298

136

0.168729
0.100126

1.8555
2.1963
3.0427
2.2957
2.5371
2.9577
2.7054
2.4742
3.3768
3.8973
5.6216
3.5821
5.1168
5.9696
4.4054
5.3983
4.1317
6.2994
1.7348
3.3137
7.3170
4.2610
2.2405
3.8102
8.3336
7.7573
7.3057
2.7647
3.2243



Supporting Information

7 STRUCTURES

aeli=elies B NN R R NoNo RO N R-: NN -NoNo Yoo No o i-:R-::NoNoNo o N o Ro )=

30-Cl1

1.5146  -0.5815
0.6194 -0.1410
-1.6394  1.0185
-0.5394 -0.8954
0.6587  1.1930
-0.4730  1.7662

-1.

6672 -0.3144

1.5700  1.7955
-2.5311  1.4825
0.7497  -2.8401
-0.3396 -5.2719
-0.1224  -3.5700
1.0796  -3.3390
0.5326  -4.5510
-0.6738  -4.7780
1.7653  -2.7765

-1.

3465 -5.3619

-0.7670 -6.2272
-0.6178  -2.8330
-0.7462 -4.9764
-0.4281  3.2167
0.9096 -5.1016
0.0069  3.3718

-1.

6392  3.8640

0.4048  4.0273
1.1827  -4.1375
-0.0586 -5.8816
2.0297  -5.8961
-2.5953  -0.8927
1.1750  -1.8792

SCF = -0.319576
ZPE = 0.197915

Hzgs
Ga2os

-0.100012
-0.171971

1.5959
2.0630
3.2236
2.2349
2.4707
3.0541
2.8089
2.3286
3.6746
4.2341
5.1072
3.4348
5.4957
5.9245
3.8427
6.1505
3.1870
5.4547
1.5305
0.7024
3.5225
7.2990
4.8175
3.4960
2.7904
8.2377
7.8810
7.2904
2.9406
3.8967

31
1.6017  -0.2879
0.5947  0.0819
-1.9711  1.0554
-0.5328  -0.7292
0.4276  1.4155
-0.8523  1.9011
-1.8143 -0.2797
1.3047  2.0841
-2.9773 1.4412
1.3370  -3.7626
-0.8462 -4.7699
0.0281 -3.6342
1.5524  -4.4101
0.4630 -4.9111
-1.0720 -4.1239
2.5815 -4.5284
-2.1022  -4.0264
-1.7006 -5.1707
-0.2977  -2.7144
-2.6994 -0.9336
2.1989 -3.3812
-1.0170  3.2591
-1.1518  4.3701
0.6875  -5.5682
0.8711 -6.1056

oW Aol R=uguNoloNoNoNoNoR=R"RoNoNOoNONO RO} ==

SCF = 0.546127
ZPE = 0.183104
Hzgg == 0.744985
Gags = 0.686116

137

2.0545
2.3074
2.9297
2.2554
2.6867
2.9991
2.5514
2.7354
3.1691
3.9355
5.3974
3.4858
5.1540
5.8846
4.1799
5.5357
3.8006
5.9701
1.6337
2.4901
3.3642
3.3862
3.7030
7.1252
8.1403



Supporting Information

7 STRUCTURES

31-Cl1

ZazZzam@mQ~@ODIZDIZaooaoaocaam@maoaaaaanm

SCF = 0.277393
ZPE = 0.185082
Hy9s = 0.480036
Gogs = 0.417636

1.5775 -0.6319
0.6696 -0.1823
-1.6214  0.9956
-0.5140 -0.9126
0.7206  1.1359
-0.4287  1.7273
-1.6561 -0.3213
1.6560  1.7115
-2.5261  1.4599
0.6316 -2.9587
-0.5500 -5.3962
-0.2155 -3.6386
0.8901 -3.5078
0.2978  -4.7265
-0.8097 -4.8485
1.5591  -2.9833
-1.4603 -5.3923
-1.0116 -6.3558
-0.6016  -2.8222
-0.7400 -4.9313
-2.6024 -0.8816
1.0923  -1.9963
-0.3843  3.0700
-0.3478  4.1684
0.5611  -5.2847
0.7762  -5.7410

1.7073
2.1400
3.2172
2.2243
2.5921
3.1355
2.7581
2.5201
3.6386
4.2160
4.9432
3.3489
5.4722
5.8363
3.6847
6.1723
2.9745
5.2255
1.4528
0.5364
2.8221
3.9337
3.6017
3.9835
7.1178
8.1659

32
1.5958  -0.2676
0.5857  0.0950
-1.9857  1.0265
-0.5317  -0.7311
0.4216  1.4036
-0.8724  1.9167
-1.8132  -0.2807
1.3127  2.0473
-3.0046 1.3711
1.3291 -3.8289
-0.8608 -4.9103
0.0256 -3.6725
1.5465 -4.5338
0.4573  -5.1009
-1.0699 -4.2041
2.5822 -4.6534
-2.0978 -4.0803
-1.7351  -5.3287
-0.2882  -2.6722
-2.6929 -0.9393
2.1909  -3.4095
-1.0391  3.2143
0.6687  -5.7995
-2.3511  3.7172
-2.2890 4.7923
-2.8061  3.1246
-3.0202  3.6463
0.0908  4.0998
0.5867  4.2111
0.8400  3.6958
-0.2402  5.1133
2.0036 -5.9958
2.4887 -5.0040
2.6256  -6.5525
1.9774  -6.5907
-0.4384 -6.3775
-0.0715 -6.9106
-0.9812 -7.1165
-1.1576  -5.5740

a=fasfasl@asfas s l@QasfacRarii@Rasjia Rl @R iR sl oo NoNoRoR=-R:No o NoNOo RO N@ ==

SCF = 0.430317
ZPE = 0.329665
Hggs = 0.781507
G298 = 0.710876

138

2.3062
2.5577
3.1854
2.4590
2.9743
3.3030
2.7680
3.0443
3.4229
4.0254
5.4070
3.5595
5.1953
5.9286
4.2363
5.5507
3.8581
5.9303
1.7696
2.6823
3.4811
3.7185
7.0911
4.0281
4.3429
4.8681
3.1273
3.8138
2.8108
4.5483
4.1629
7.5906
7.8028
6.8374
8.5415
7.8054
8.7219
7.1548
8.1232



Supporting Information

7 STRUCTURES

32-Cl1
1.3984 -0.6042
0.4777  -0.1616
-1.8279  0.9958
-0.7028  -0.8993
0.5263  1.1424
-0.6355  1.7620
-1.8490 -0.3063
1.4813  1.6856
-2.7576  1.4209
0.3488 -3.0072
-0.5833  -5.5993
-0.3819 -3.6931
0.6176 -3.6156
0.1486 -4.9284
-0.8465 -4.9832
1.2001  -3.0542
-1.4041 -5.5354
-0.9569 -6.6228
-0.7770  -2.7812
-0.9253 -4.8221
-2.7980 -0.8656
0.7143 -1.9821
-0.6226  3.1060
0.3522  -5.5160
-1.7196  3.5758
-1.5340  4.6344
-1.8783  2.9453
-2.6592  3.5564
0.6554  3.7296
1.2039  3.7968
1.2909  3.1568
0.5108  4.7706
1.3008  -4.9167
0.9336 -3.8978
2.3162  -4.8093
1.3996  -5.5412
0.0812 -6.9201
0.3540 -7.2522
0.6550  -7.5423
-1.0173  -7.1034

DD DQNDIQO@DmaOmQzzZzo~IDOIDaoaaacaazaoaaaaanxs

SCF = 0.196321
ZPE = 0.331543
H298 = 0.551098
ngg == 0.477031

1.8919
2.3059
3.3490
2.3409
2.7839
3.3103
2.8633
2.7350
3.7546
4.3397
4.8201
3.3774
5.5583
5.8365
3.6035
6.3034
2.8229
4.9742
1.5397
0.4428
2.9007
4.1525
3.7150
7.0847
4.5195
4.8404
5.4368
3.9037
3.9361
2.9579
4.6656
4.3279
7.9840
8.2841
7.5131
8.9105
7.2393
8.2753
6.4991
7.0888

-1.3372
-0.7474
0.0896
-0.9565
-0.1159
0.3076
-0.5437
0.0452
0.8055
0.4056
-1.6108
-1.0113
-2.6483
-1.6830
-0.7313

ToEEmoEEmTEaoaoazaa-

33
1.1106
0.4740
-0.3210
-0.8201
1.3923
0.9981
-1.2101
2.4316
1.7202
-0.6797
-1.7902
-1.9156
-1.4335
-2.7839
-2.2657

SCF = 0.331708
ZPE = 0.119216
H29s = 0.459324
Gagg = 0.417251

-1.3746
-2.0235
-0.7585
0.0757
-0.9562
-0.1210
0.2941
-0.5468
0.0279
0.7886
0.3934
-1.6052
-1.0077
-2.6355
-1.6803
-0.7366

ZZDDODITOQQZAaq -

33-Cl1

1.1653
1.9077
0.4685
-0.3417
-0.8086
1.3866
0.9938
-1.2189
2.4178
1.6974
-0.6885
-1.7707
-1.8765
-1.4035
-2.7676
-2.2721

SCF = 0.071519
ZPE = 0.120376
H298 = 0.202550
G298 = 0.155335

139

-3.3038
-1.4684
1.0610
-1.0615
-0.6163
0.6578
0.1845
-0.9593
1.3308
2.0566
-1.9312
-2.8750
-2.1812
-1.4111
0.4762

-3.4353
-5.4905
-1.4893
1.0503
-1.0758
-0.6102
0.6461
0.1792
-0.9689
1.3338
2.0437
-1.9503
-2.8963
-2.2085
-1.4425
0.4565



Supporting Information

7 STRUCTURES

34
-1.4082  1.1556
-0.7567  0.5643
0.1089  -0.3460
-0.9213  -0.7713
-0.1404  1.4602
0.2940  0.9973
-0.4934 -1.2181
-1.4038 -1.5226
0.0045  2.5225
0.7835  1.6758
0.4424  -0.7450
-0.1441  -3.2672
-0.6861 -2.6169
-0.2827  -2.8108
-1.7847  -2.8560

mmommEmEmmZaoaoaoaa-

SCF = 0.328508
ZPE = 0.118909
Hy9s = 0.455118
Gogs = 0.414324

34-Cl1
-1.4542  1.1726
-2.2141  1.8012
-0.7612  0.5703
0.1064 -0.3440
-0.9280 -0.7571
-0.1404  1.4555
0.2961  0.9966
-0.5012  -1.2130
-1.4132  -1.5026
0.0052  2.5117
0.7884  1.6676
0.4381 -0.7411
-0.1634 -3.2584
-0.6965 -2.6025
-0.2930 -2.8009
-1.7944  -2.8399

DIEQENITIENITZaaQaa -

SCF = 0.091392
ZPE = 0.119906
Hzgs = 0.221157
ngg = 0.175513

-3.2672
-1.4563
1.0201
-1.0685
-0.5717
0.6744
0.1539
-1.7321
-0.8481
1.3959
2.0015
-0.2266
0.5135
1.5435
0.4936

-3.3864
-5.4604
-1.4778
1.0044
-1.0850
-0.5929
0.6552
0.1397
-1.7456
-0.8766
1.3750
1.9809
-0.2357
0.5043
1.5318
0.4857

35
-1.4070  0.9998
-0.7114  0.4922
0.2568 -0.2148
-0.7349  -0.8400
-0.1930  1.4635
0.2853  1.0906
-0.2469 -1.1721
-1.1327  -1.6495
-0.1494  2.5311
0.7021  1.8393
-0.2531  -2.2205
1.8849  -0.7717
0.7794  -0.5820
0.5969  0.2532
0.2666 -1.5114

CTDaoDmEEEmTEaoaoaQza-

SCF = 0.329038
ZPE = 0.118923
H29s = 0.456593
Gags = 0.413270

35-Cl1
-1.4266 1.0399
-2.2076  1.6258
-0.7107  0.5034
0.2464 -0.2144
-0.7293  -0.8309
-0.1939  1.4651
0.2762  1.0968
-0.2527  -1.1713
-1.1241 -1.6267
-0.1554  2.5273
0.6891  1.8312
-0.2543  -2.2130
1.8678 -0.7754
0.7631  -0.5842
0.5804  0.2461
0.2509 -1.5137

HIQIENIZTIQQQQZAQQ~

SCF = 0.092672
ZPE = 0.119983
H298 = 0.223444
G298 = 0.175766

140

-3.2708
-1.4499
1.0893
-1.0188
-0.5840
0.6773
0.2505
-1.6589
-0.8700
1.3839
0.6170
2.3117
2.3979
3.1272
2.7664

-3.3788
-5.4571
-1.4750
1.0771
-1.0351
-0.5902
0.6654
0.2261
-1.6882
-0.8833
1.3819
0.5976
2.3017
2.3774
3.1103
2.7426
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-0.3880
-0.5936
-0.3322
0.0074
0.2315
0.0421
0.3013
-1.1714
0.2821
-0.4246
-0.1458
-1.4773
0.1516
-0.5485
-0.3079
-1.6102

mmommEmoEm~~maomQzaz

36
0.5739
1.8587
2.7361
0.6411
-0.2510
1.9969
2.4671
2.3631
4.5704
4.1716
4.5928
4.4778
-0.6387
-0.6406
-1.5155
-0.7294

SCF = 0.347948
ZPE = 0.128343
Hy9s = 0.485972
Gags = 0.441256

-0.3897
-0.6001
-0.3350
0.0104
0.2327
0.0447
0.3019
-1.2260
0.2730
-0.4270
-0.1517
-1.4765
0.1417
-0.5488
-0.3076
-1.6081
-1.8838

QmaoamzmmDaEZ—=TZaEZaQazaz

36-Cl1

0.5857
1.8654
2.7266
0.6413
-0.2520
1.9844
2.4554
2.4169
4.5556
4.1546
4.5804
4.4605
-0.6107
-0.6211
-1.5024
-0.7052
2.9968

SCF = 0.077483
ZPE = 0.129346
H298 == 0.217140
Ga2gg = 0.170538

-0.1881
-0.6516
0.3827
1.1532
1.7487
1.5112
2.4665
-2.5053
-0.4528
0.3264
1.3306
0.0745
-1.8247
-0.9442
-0.2807
-1.3053

-0.1981
-0.6704
0.3752
1.1535
1.7363
1.5131
2.4613
-2.6662
-0.4555
0.3271
1.3276
0.0663
-1.8386
-0.9520
-0.3013
-1.3179
-4.7632

THEHEHEEHEQOQOEEZEQENEZDQE~QQzaZ

-0.3587
-0.5646
-0.3416
0.0079
0.0060
-1.1005
-0.2740
-0.4615
0.2991
-1.4954
0.5391
-0.4744
-0.8423
-1.2022
0.3249
0.3085
0.8952
1.1897
-0.7955
1.4918
-0.6455
0.3854

37
0.5756
1.8631
2.7364
0.6338
1.9887
2.3807
4.5500
4.1747
4.6220
4.4695
-0.9118
-0.6359
-1.4627
-0.4888
-0.6337
2.6580
-0.3806
-1.4686
-1.3814
3.3457
3.5768
1.7816

SCF = -0.105370
ZPE = 0.140818
Hz9s = 0.052448
ngs = -0.008444

HoHHH-"QQQEN TN D QO —QQZaz

-0.3497
-0.5699
-0.3543
0.0139
0.0003
-1.1544
-0.5134
-0.4825
0.3953
-1.4299
0.5788
-0.4516
-1.0066
-1.0017
-1.7556
0.3252
0.2988
0.8991
1.1900
-0.7860
1.4835
-0.6447
0.3790

37-Cl1
0.5875
1.8693
2.7287
0.6375
1.9830
2.4357
4.5053
4.1583
4.6208
4.4624
-1.0031
-0.6191
-1.3938
-0.4046
3.0185
-0.6198
2.6495
-0.3952
-1.4715
-1.3837
3.3424
3.5767
1.7917

SCF = -0.399424

141

-0.2096
-0.6611
0.3838
1.1446
1.5202
-2.5308
-0.7010
0.3414
1.0423
0.6784
-1.3942
-0.9867
-0.3152
-1.8300
1.9551
2.8709
3.1661
1.2977
2.1982
2.8497
3.2210
3.9110

-0.2178
-0.6815
0.3776
1.1453
1.5224
-2.7228
-0.7232
0.3452
0.8734
0.8690
-1.2237
-0.9890
-0.3928
-1.9451
-4.8226
1.9413
2.8560
3.1617
1.2988
2.1969
2.8579
3.2253
3.9175
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ZPE = 0.142158
Hz9s = -0.238130
Gogs = -0.304057

38
0.0669 -0.9994
-0.5125  0.1303
-0.5586 1.1184
0.3981  -0.7253
0.0046  0.6067
-1.1813  0.3081
-2.1794  2.3908
-1.0895  2.4486
-0.5194  2.9867
-0.9801  3.0101
0.9780 -2.0834
0.2982  -2.2501
0.7861  -2.9697
-0.6819 -2.6797
1.0088 -1.6388
1.5123  -2.3706
0.1339  1.3235
0.2539  1.8897

Zaozaommaom@mo@maom-QaQzaZz

SCF = 0.485335
ZPE = 0.128213
Hy9s = 0.626555
Gogs = 0.574279

38-Cl1
0.0746  -0.9805
-0.4967  0.1469
-0.5496  1.1178
0.3895 -0.7225
-0.0039  0.6000
-1.1920  0.3566
-2.1548  2.3857
-1.0735  2.4436
-0.4966  2.9797
-0.9834  3.0061
0.9981 -2.0431
0.3139  -2.2205
0.7885 -2.9529
-0.6604 -2.6372
-1.9093 0.5731
0.9853  -1.6442
1.4765  -2.3907
0.1071  1.3085
0.2073  1.8764

ZAZAaQ@mEmaZmZZmam—~aQzZaz

SCF = 0.195125
ZPE = 0.128925
Ha9s = 0.337704

-0.9049
-1.4468
-0.4839
0.4355
0.7003
-3.3347
-0.9246
-0.6502
-1.4575
0.3188
-2.4653
-1.5841
-0.8698
-1.9324
1.3177
2.0687
1.9066
2.9155

-0.9148
-1.4717
-0.4909
0.4399
0.7071
-3.5372
-0.9555
-0.6535
-1.4557
0.3134
-2.4699
-1.5957
-0.8902
-1.9711
-5.6724
1.3233
2.0677
1.9198
2.9298

G298 = 0.283545

39
-0.3570  0.5779
-0.5626  1.8624
-0.3413  2.7332
0.0019  0.6295
0.0117  1.9917
-1.0934  2.3769
-0.7327  4.5277
-0.4428  4.1677
0.5526  4.6087
-1.2205  4.4920
0.5147 -1.1744
-0.4769 -0.6422
-1.2534  -1.2955
-0.7785  -0.4282
0.2967  -0.5599
1.1614 -1.1296
-0.5923  -1.2417
0.5571  -0.2520
0.3197  2.5968
1.1973  3.2897
0.5665  1.7968
-0.5580  3.1799

mDmmomm@mom@maom@mDTmaomn~QQzZaz

SCF = 0.318196
ZPE = 0.183224
Hz9s = 0.513111
ngs = 0.464049

142

-0.2086
-0.6651
0.3806
1.1524
1.5248
-2.5330
-0.6692
0.3543
0.6392
1.1004
-0.9528
-0.9607
-0.4742
-2.0211
1.9678
1.5381
2.0085
3.0119
2.8306
2.7483
3.5735
3.2134
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39-Cl1
N -0.3462 0.5899 -0.2155
C -0.4905 1.8716 -0.6991
N -0.2977 2.7280 0.3624
C -0.0573 0.6312 1.1732
C -0.0267 1.9808 1.5380
I -0.9366 2.4345 -2.7439
H -0.5850 4.4989 -0.7226
C -0.3543 4.1568 0.3226
H 06343 4.5815 0.6464
H -1.1551 4.5210 1.0216
H -0.6949 -0.3798 -2.0415
C -0.4628 -0.6207 -0.9687
H 05029 -1.1925 -0.9134
H -1.2868 -1.2526 -0.5397
Cl -1.4045 3.0252 -4.8890
C 0.1559 -0.5660 1.9999
H 10234 -1.1609 1.6151
H -0.7528 -1.2208 1.9864
H 03669 -0.2698 3.0570
C 0.2275 2.5886  2.8526
H 11235 3.2593 2.8097
H 04141 1.7918 3.6141
H -0.6526 3.1985 3.1813
SCF = 0.051193
ZPE = 0.184904
Hzgs = 0.251719
ngg = 0.193781
40
N -0.0949 -1.1278 -0.9781
C -0.5151 0.0668 -1.5341
N -0.4708 1.0549 -0.5730
C 0.2501 -0.8859 0.3667
C 0.0150 0.4825 0.6226
I -1.0950 0.3172 -3.4398
H -1.9452 24702 -1.0876
C -0.8793 24246 -0.7317
H -0.2092 29403 -1.4730
H -0.8007 2.9354 0.2681
H 08117 -2.2807 -2.4931
C 0.0632 -2.3848 -1.6604
H 04356 -3.1464 -0.9199
H -0.9271 -2.7166 -2.0768
O 0.7936 -1.8583 1.1432
O 0.0640 1.1422  1.8099
C 1.2934 1.8604 2.0441
H 21608 1.1597 2.0172
H 1.1365 2.2759  3.0730
H 1.4079 2.6755 1.2914
C 0.1064 -2.0727 2.3956
H 0.0134 -1.1103 2.9537
H 0.7891 -2.7894 2.9208
H -0.8928 -2.5290 2.2011

SCF = 0.240916
ZPE = 0.193565
Haos = 0.449867
Gaos = 0.392748

40-Cl
N -0.0235 -1.0121 -0.8776
C -0.4958 0.1461 -1.4634
N -0.4490 1.1501 -0.5161
C 03378 -0.7343 0.4664
C 0.0568 0.6154 0.6973
I -1.1882 0.3515 -3.5070
H -19779 2.5105 -0.9847
C -0.8919 24995 -0.6964
H -0.2927 29899 -1.5105
H -0.7543 3.0605 0.2666
H 08432 -2.1738 -2.3966
C 01404 -2.2779 -1.5261
H 05628 -3.0131 -0.7900
H -0.8537 -2.6437 -1.9007
Cl -1.9139 0.5671 -5.6488
O 09390 -1.6408 1.2932
O 0.1310 1.3211 1.8649
C 13832 20031 2.0419
H 22274 12737 2.0226
H 12757 24700 3.0528
H 15120 2.7801 1.2514
C 0.0075 -2.4132 2.0680
H -0.6282 -1.7410 2.6917
H 06736 -3.0461 2.7061
H -0.6218 -3.0428 1.3951

SCF = -0.027966
ZPE = 0.194789
H,9s = 0.182856
ngs = 0.123914

~
o

PM6

2.6964
2.1130
0.6192
1.6864
1.7979
1.0490
0.9397
2.1344
0.6018
0.0380
2.1693
2.7342
H 0.8031

Q~mEmoaoacacaadm

143

1-Cl
0.0051  -1.4866
0.0196 -0.5670
0.0726  1.7883
-1.1801  0.0025

1.2456  0.0329
1.2732  1.2138
-1.1480  1.1802
2.1731  -0.4179
-2.0792  1.6327
0.0869  2.7041
-3.0354 -0.9145
-5.2087 -1.9884
2.2199  1.6813



Supporting Information

7 STRUCTURES

SCF = -0.080566

2-Cl
H 03802 0.1264
C 0.2363 0.1136
C -0.1321 0.0755
C 03529 -1.0907
C -0.0625 1.3030
C -0.2476 1.2834
C 0.1675 -1.1010
H -0.1521 2.2372
H 02575 -2.0389
H -0.2754 0.0620
I 08084 -2.8922
Cl 1.3375 -4.9858

C -0.5538 2.4944
N -0.8020 3.4757

SCF = -0.042546

3-Cl
H 0.3820 0.1160
C 0.2380 0.1064
C -0.1279 0.0607
C 03554 -1.1005
C -0.0596 1.2930
C -0.2431 1.2677
C 0.1705 -1.1112
H -0.1527 2.2376
H 02618 -2.0511
H -0.2734 0.0606
I 08105 -2.9026
Cl  1.3374 -4.9890
N -0.5553 2.5029
O -0.6513 3.5446
O -0.7114 2.4595

SCF = -0.107124

0.0585
1.1394
3.9129
1.8374
1.8084
3.2022
3.2217
1.2607
3.7709
4.9900
0.8019
-0.4020
3.8984
4.4625

0.0500
1.1315
3.9098
1.8312
1.7971
3.1932
3.2189
1.2589
3.7654
4.9912
0.7947
-0.4056
3.9036
3.2605
5.1209

ODommoQ~OmOmTmoaoacacacaam

0.3800
0.2366

-0.1337

0.3565
-0.0669
-0.2544

0.1703
-0.1554

0.2615
-0.2743
0.8168

1.3576
-0.5646
-1.1532
0.3643
-1.1323

4-Cl1
0.1136
0.0941
0.0639
-1.1087
1.2843
1.2717
-1.1164
2.2114
-2.0502
0.0406
-2.9048
-5.0123
2.5443
2.3610
3.0452
3.2445

SCF = -0.095133

mDomomoomooQzZzQ~Ommaoaoaaaadm

1.4105
0.8311
-0.6385
0.4030
0.5299
-0.2160
-0.3223
0.8890
-0.6561
-1.1958
0.8372
1.3364
-0.4394
-1.6331
-0.4636
-2.5866
-1.6880
-1.5069
-1.2610
-0.5756
0.5063

5-Cl
0.0367
0.0473
0.1016
-1.1521
1.2775
1.3149
-1.1137
2.1906
-2.0436
0.0920
-3.0021
-5.1748
2.5726
2.5840
3.7691
2.4047
3.5499
1.8023
3.7471
4.6779
3.8425

SCF = -0.078316

144

0.0525
1.1324
3.8976
1.8261
1.8058
3.1954
3.2073
1.2515
3.7613
4.9720
0.7927
-0.4202
3.9274
4.8334
4.2295
3.3041

0.2753
1.1991
3.5682
1.7615
1.7955
2.9903
2.9491
1.3349
3.4109
4.4978
0.8204
-0.2918
3.6766
4.5745
2.7825
4.0559
5.0969
5.3441
2.0249
3.3911
2.2599
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6-Cl
0.2957  0.1241
0.2170  0.0584
0.0142  -0.1104
0.3763 -1.1755
-0.0431 1.2191
-0.1396  1.1067
0.2748  -1.2525
-0.1690  2.1825
0.3979 -2.2122
-0.0604  -0.1937
0.7701  -2.9196
1.2323  -4.9691
-0.4007  2.3310
-0.5213  2.3355
0.4160  2.0095
-1.3592  1.7052
-0.7201  3.3910

DDmQoQ~mEZIEaaaaaam

SCF = -0.146321

7-Cl
0.9845  0.3531
0.4495  0.1087
-0.9305 -0.5166
0.2995 -1.2265
-0.0794  1.1400
-0.7633  0.8116
-0.3936 -1.5329
0.0408  2.1767
-0.5185 -2.5735
-1.4694 -0.7631
1.1300 -2.7794
2.1080 -4.5903
-1.4739  2.0993
-0.1322  2.5029
-0.4827  3.3039
0.7590  2.8432
0.1385  1.6338

CEDImQraA—~mmmaaaaaaT

SCF = -0.087030

0.0544
1.1404
3.9369
1.7748
1.8747
3.2717
3.1586
1.3979
3.6619
5.0106
0.6339
-0.6989
3.8879
5.3248
5.7851
5.6370
5.5396

0.5260
1.4432
3.7957
1.8229
2.2293
3.4010
2.9955
1.9269
3.2935
4.7066
0.6314
-0.7529
4.3768
5.5317
6.1889
4.9956
6.1390

8-Cl
0.5406  0.1264
0.3292  0.0974
-0.2133  0.0268
0.3613 -1.1238
0.0296  1.2827
-0.2432 1.2482
0.0888 -1.1485
0.0086  2.2255
0.1115 -2.0973
-0.4216 -0.0201
0.8192 -2.9219
1.3515 -5.0121
-0.5613  2.5289
-0.8173  2.4592
0.4058  3.4686
-1.6417  3.1855

HHmQAQ—-IZIOoDIEZmaaoaoaaadm

SCF = -0.352291

9-Cl
H 03782 0.1243
C 0.2362 0.1064
C -0.1303 0.0704
C  0.3543 -1.0958
C -0.0644 1.3017
C -0.2411 1.2529
C 01711 -1.1088
H -0.1549 2.2335
H 0.2621 -2.0447
H -02717 0.0523
I 08097 -2.8951
Cl 13394 -4.9910
Br -0.6571 2.8927

SCF = -0.086027

145

0.0798
1.1491
3.8904
1.8269
1.8243
3.2022
3.1961
1.2821
3.7332
4.9565
0.7866
-0.4220
3.9040
5.2252
3.8426
3.4310

0.0555
1.1365
3.9145
1.8338
1.8068
3.1873
3.2164
1.2572
3.7683
4.9907
0.7967
-0.4104
4.1323
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ZAaZazZzazZazaoQ~aoaoaaaa

SCF

—mHoHmHEH~=000000

SCF

SRS Eo RS EORSNHONORONONONS!

10-Cl
0.2246  -0.0242
-0.1269  0.0055
0.1310 -1.2214
0.1415  1.1880
0.0335  1.2162
-0.0441 -1.2201
0.4899  -0.0459
0.7900  -0.0702
0.2107 -2.4916
0.2700 -3.5317
0.1389  -2.4526
-0.2156  -3.4435
-0.3043  0.0205
-0.4474  0.0326
0.1176  2.4637
-0.1856  3.4668
0.2320  2.4441
0.3000  3.4743
= 0.164168
11-1
0.0111 -0.0226
0.0171  0.0188
0.0392 -1.2341
0.0142  1.2134
20.0111  1.2294
0.0418 -1.1956
0.0774 -3.1023
0.0682 -2.3264
0.0201  0.0270
-0.0348  2.3865
-0.0409  2.3606
0.0074 -0.0046
0.1254 -5.4652
= -0.428116
11-F
0.0136  -0.0356
0.0147  0.0107
0.0383 -1.2515
0.0105  1.2021
-0.0098  1.2212
0.0383  -1.2034
0.0743  -3.1028
0.0612 -2.3310
0.0155  0.0193
0.0324  2.3794
-0.0338  2.3488
0.0121  -0.0125
0.1071 -4.7663

1.0852
3.9025
1.8055
1.7814
3.1845
3.2089
-1.0415
-3.4515
1.1359
0.6350
3.9379
4.5280
5.3245
6.4716
3.8889
4.4590
1.0869
0.5670

1.1056
3.8876
1.7846
1.7821
3.1829
3.1731
0.7236
3.8697
5.2194
3.8398
1.1061
-0.2227
-0.6186

1.1047
3.8827
1.7783
1.7782
3.1786
3.1677
0.7289
3.8712
5.2151
3.8345
1.1000
-0.2243
-0.2141

SCF = -0.513806

11-OCH2
0.0001  -0.1125
-0.0000 -0.2447
0.0001 -1.3671
-0.0000  1.0770
-0.0001  1.0074
0.0001 -1.4142
0.0001  -2.5898
-0.0001 -0.3217
-0.0001  2.1195
-0.0001  2.2587
0.0001  -0.0284
0.0002 -3.1212
-0.0000 -4.8713
-0.0001  -5.1823
-0.0002 -6.2459
0.0001  -4.4272

Rl oROR N RS R-Ro R NONONONONO NS

SCF = -0.357806

11-OMe
0.0560  0.1160
-0.0173  0.0398
0.0788 -1.1273
-0.0022  1.3233
-0.0390  1.2800
0.0413 -1.1411
0.1676  -2.9378
0.0602 -2.2976
-0.0520 -0.0100
-0.0942  2.4081
-0.0225  2.4988
0.0895  0.2000
0.2488  -4.6493
0.2896 -4.7001
0.3304 -5.7646
1.1836 -4.1864
-0.6120 -4.2424

asfia el @EON R NS R RO R_NONONONONONO)

SCF = -0.484290

146

1.0205
3.8027
1.6273
1.7708
3.1716
3.0202
3.6347
5.1297
3.8946
1.1618
-0.3043
0.4817
-0.5856
-1.7710
-2.0384
-2.5680

1.1663
3.9416
1.7851
1.8914
3.2908
3.1740
0.6484
3.8296
9.2727
3.9964
1.2638
-0.1610
-0.3405
-1.7289
-1.9983
-2.1084
-2.1590



Supporting Information

7 STRUCTURES

11-Cl
0.2225 -0.0264
-0.1264  0.0106
0.1154 -1.2038
0.1518  1.1698
-0.0211  1.2110
-0.0582  -1.2082
0.4847 -0.0544
0.1757  -2.3779
-0.1576  -2.3542
-0.2901  0.0280
-0.0850 2.3744
0.2480  2.3272
0.7865 -0.0862

QmmmEE—Qaaaaa

SCF = -0.454611

11-Br

C 0.0059 -0.0163
C 0.0223 0.0256
C 0.0391 -1.2293
C -0.0195 1.2198
C -0.0111 1.2363
C 0.0469 -1.1885
I 0.0769 -3.0847
F 0.0783 -2.3185
F  0.0305 0.0332
F  -0.0347 2.3932
F -0.05612 2.3667
F -0.0029 0.0034
Br 0.1237 -5.3837

SCF = -0.443513

1.0959
3.9118
1.8264
1.7997
3.1977
3.2249
-1.0178
1.2072
3.8967
5.2325
3.8435
1.1542
-3.4525

1.1099
3.8909
1.7870
1.7861
3.1869
3.1759
0.7330
3.8738
5.2227
3.8437
1.1097
-0.2185
-0.5729

SCF

DmmQEmEmEREQzEQOH"HHHHH OO

IS zEHEEEE R QQQQ0QQ0

11-DMF
0.0912  0.3606
0.6057  -0.1840
0.2153  -0.9699
0.2175  1.4249
0.4768  1.1474
0.4728 -1.2226
0.5985  -2.4753
0.8516  -0.4580
0.5992  2.1387
0.0932  2.6837
-0.1545  0.6443
0.0204 -2.5301
-0.1559 -4.0743
-0.3452  -4.5856
-0.3190 -5.6866
-0.5822  -3.8588
-0.6401 -2.3833
0.1362 -1.9676
-0.4681 -1.9560
-1.6292  -2.0318
-0.7993  -4.5340
-0.0376  -4.2145
-1.7952  -4.2792
-0.7427  -5.6315

= -0.399964

11-NH3
0.0072  -0.0119
0.0204 0.0288
0.0378  -1.2247
-0.0170  1.2224
-0.0102  1.2394
0.0439 -1.1853
0.0737  -3.0595
0.0727  -2.3212
0.0270  0.0337
-0.0327  2.3940
-0.0460  2.3646
0.0002 -0.0076
0.1079  -4.8193
1.0587  -5.1490
-0.3797  -4.7867
-0.3340 -5.5925

SCF = -0.340619

147

1.9442
4.6245
2.3380
2.8547
4.2047
3.6839
4.1025
5.9021
5.0783
2.4446
0.6696
0.9509
-0.3299
-1.4465
-1.5216
-2.5782
-2.6015
-3.2654
-1.5838
-2.9398
-3.8773
-4.6129
-4.2855
-3.7904

1.1113
3.8958
1.7935
1.7867
3.1888
3.1847
0.7542
3.8717
5.2254
3.8426
1.1066
-0.2165
-0.2431
-0.4604
-1.1492
0.2735



Supporting Information

7 STRUCTURES

HEE—-—~Q~0aaaaan

0.5787
-0.0001
0.2576
0.6009
0.3161
-0.0382
1.0175
1.5234
-0.5155
0.3630
-0.2736
0.2202
0.9004

12-Cl
-0.2999
0.5671
-1.1975
1.0451
1.5160
-0.7987
-0.9576
-1.7153
-2.1884
3.5504
0.9768
-2.4947
1.9493

SCF = -0.266761

C
I
Cl
Br
Br
Br

0.0004

-0.0023
-0.0082
-0.9074

1.8221

-0.9102

13-Cl
-0.0038
-0.0189
-0.0346
-1.5762
0.0026
1.5771

SCF = -0.119491

C
I
Cl
F
F
F

0.0002
-0.0006
-0.0014
-0.6063

1.2129
-0.6049

14-Cl1
-0.0013
-0.0211
-0.0438
-1.0466
0.0022
1.0532

SCF = -0.406773

C
I

oD QEDZQmmmaQ

-0.0002
0.0000
0.0001

-0.7263

-0.2322

-1.7572

-0.7594
1.4505
1.9854
1.5182
1.9865
-0.7249
-0.2291
-0.7589
-1.7554

15-Cl1
-0.0043
-0.0160
-0.0292
-1.2577
-2.1641
-1.2819
-1.3110
-0.0026
-0.8859
0.0034
0.8759
1.2550
2.1569
1.3194
1.2769

1.0253
3.6328
2.0329
1.3634
2.6604
3.3514
-0.9494
-3.2269
4.8319
3.1187
4.8651
1.7706
0.4438

1.0562
-1.1577
-3.5826

1.8077

1.7931

1.7861

0.9872
-1.1960
-3.6357

1.5882

1.5796

1.5730

1.0856
-1.1255
-3.6377

1.5708

1.2036

1.2005

2.6628

1.5641

1.1977

2.6558

1.1880

1.5573

1.1814

2.6487

1.1858

SCF = -0.150151

C
I

Z20Z20Z2aQ

-0.0007
-0.0010
-0.0010
-0.6958
-1.2531
1.3883
2.5018
-0.6943
-1.2502

16-Cl1

-0.0044
-0.0151
-0.0269
-1.2049
-2.1673
-0.0034
-0.0026
1.2007
2.1668

SCF = -0.004529

I
Cl

N
C
C
0]
0]
C
H
H
C
H
H

0.1137
0.9802
-0.5684
0.0895
-1.8054
1.1621
-2.6060
-2.0087
-2.1342
-2.9380
-0.7629
-0.1880
-0.9919

17-Cl
-1.3403
-2.4695
-0.4510
-0.3863
0.2388
-0.8724
0.3706
0.8197
1.9124
0.4200
0.4088
1.2704
-0.2219

SCF = -0.305630

I
Cl

C
H
C
H
H

-0.0028
-0.0059
-0.0002
0.0010
0.0000
0.0014
-0.0011

18-Cl
-0.0179
0.1003
-0.0608
0.9290
-1.1582
-1.1536
-2.1543

SCF = -0.088731

148

1.1822
-1.0869
-3.5011

1.5783

1.9008

1.5721

1.8899

1.5668

1.8805

-1.5498
-3.5328
0.0117
1.2662
0.0822
1.5402
-0.8142
1.4930
1.4305
1.9291
2.2714
2.6465
3.1451

-0.9740
-3.4765
1.1388
1.5704
1.8792
2.9589
1.4615



Supporting Information

7 STRUCTURES

I
Cl

C
H
C
H
C
N

-0.0025
-0.0064
-0.0004
0.0000
0.0004
0.0000
0.0019
0.0030

19-Cl1
-0.0497
0.0057
-0.0535
0.9390
-1.1572
-2.1618
-1.1337
-1.1254

SCF = -0.058008

I
Cl

C
H
C
H
N
C
H
H
H
C
H
H
H

-0.0849
0.1261
-0.3026
-0.8833
0.2160
0.7981
0.1964
-0.3512
0.2371
-1.4086
-0.2365
-0.5110
-0.0267
-0.3972
-1.5815

20-Cl1

-0.0391
0.1861
-0.2106
0.5952
-1.2078
-2.0133
-1.3574
-2.6938
-3.4805
-2.8403
-2.8286
-0.2658
0.6916
-0.4183
-0.1786

SCF = -0.093086

I
Cl
C
H
C

0.0289
0.2850
-0.1805
-0.4102
-0.3046

21-Cl
-0.0540
-0.1356
0.0124
0.0852
0.0518

SCF = -0.035101

I
Cl

C
C
C
N

0.0254
0.2828
-0.1865
-0.3111
-0.4503
-0.5686

22-Cl
-0.0550
-0.1350
0.0133
0.0545
0.0996
0.1383

SCF = -0.002065

-0.9637
-3.4379
1.1510
1.5811
1.8952
1.4604
3.3253
4.4854

-0.9495
-3.4319
1.1401
1.5493
1.8434
1.3813
3.2933
3.6857
3.1877
3.4210
4.7704
4.0233
3.7652
5.1052
3.7856

-0.9001
-3.3768
1.1232
3.3427
2.3220

-0.8751
-3.3204
1.1576
2.3637
3.7281
4.8844

23-Cl1
I 0.0239 -0.0530
Cl 0.2778 -0.1344
C -0.1897 0.0155
N -0.3089 0.0537

SCF = -0.089712

24-Cl1
-0.8045 0.5117
1.0065 -0.4961
-1.0225 -0.7461
0.3093  1.2759
1.2054  0.7519
-0.1170  -1.2459
-0.3133  -2.5742
-0.3055  -5.0523
0.2805 -3.7270
-0.9956 -2.7140
-0.9918  -3.9285
0.2843  -4.9418
-0.1011  -6.2533
0.3404  -8.4997
-1.0016 -7.3260
1.0250  -6.2893
1.2314  -7.4086
-0.7761  -8.4432
2.3373  -4.6288
2.3267  -1.3220
0.5510 -9.5666
2.2875  -7.4698
-1.6271  -9.4631
0.8855  -6.0017
0.8781  -3.6557
-1.6299 -1.6644
-1.6225 -4.0106
-1.6603  0.9899
0.5127  2.4742
2.2589  1.4828
3.7442  -2.5278
-2.7006 -1.8712
-2.6836 -7.2665

el iSRS RS RS RS ESESESESESEE N NeoNoNo Ro Ro Ro Xo Xo Xo Xo Xo Xo Xo Xo Xo Xo o Xe)

SCF = -0.683017

149

-0.8492
-3.2982
1.2104
2.3600

1.5953
3.4905
2.1615
1.9640
2.9164
3.1066
3.7289
5.1616
3.1894
4.9488
5.6510
3.8917
6.0017
7.6160
5.9659
6.8399
7.6345
6.7729
6.8356
4.9240
8.3833
8.4368
6.7423
3.3606
2.0042
5.4617
6.8183
0.6984
1.4216
3.2608
6.6462
1.5916
4.7114



Supporting Information

7 STRUCTURES

25-Cl
0.2997 -1.3122
-0.3303  1.4136
1.3543  -0.3849
-1.0544 -0.9438
-1.3308  0.4284
1.0004  0.9694
2.7634 -0.8224
5.4420 -1.6559
3.3444  -1.0974
3.5187  -0.9639
4.8505 -1.3788
4.6686 -1.5085
-2.1255 -1.9569
-4.1602 -3.8841
-2.7629 -2.4214
-2.5027  -2.4543
-3.5092  -3.4063
-3.7742  -3.3800
-0.6559  2.8279
-1.2737  5.5135
-0.7451  3.2683
-0.8745  3.7263
-1.1815  5.0608
-1.0510  4.5973
2.6536 -0.5542
21177 -0.8513
-1.4785 -1.6861
-2.2014  -1.6805
-0.3978  1.8337
-0.7418  3.0710
0.1258 -0.3657
0.5971  -2.5988
-2.5980  0.8122
1.9703  1.8722
-3.8764 -3.8853
-5.1240 -4.7973
-4.3776  -3.8197
5.5654  -1.5126
6.7109 -2.0510
5.2310 -1.7718
-1.5663  6.7855
-1.3885 5.9114
-1.1388  5.0281

SRR RS RSN R RS RSSO RTEE RN o Ro Yo Yo o o Ro o Ro No o o lo Ro Yo o Jo o Ro o Ro No o Xo!

SCF = -0.749886

0.4490
0.1921
0.3974
0.3739
0.2502
0.2730
0.3362
0.1941
-0.9161
1.5089
1.4322
-0.9739
0.2885
0.1005
1.4477
-0.9731
-1.0536
1.3482
-0.0805
-0.6246
-1.4145
0.9734
0.6969
-1.6712
3.3762
-2.6086
-2.6437
3.3289
-2.9150
2.9624
-4.2434
0.5688
0.1794
0.2239
-2.2360
0.0100
2.4465
2.5434
0.1253
-2.1472
-0.8838
1.6956
-2.9237

axfusja=BurioNoNONONONOR==R=-R--NoNOoNO RO NO RO} ==!

Q

26-Cl1
-1.4338 0.9111
-1.3373  1.6313
-1.0856  3.4671
-1.1393  1.2373
-1.4113  3.0138
-1.2861  3.9167
-1.0065  2.0914
-1.5672  3.3757
-1.3453  4.9890
-0.9902  4.1857
-0.7988  1.5014
-0.4103  0.2183
-0.7468  0.0999
-0.6540  2.2626
-0.4600 1.6138
-0.5552  -0.5443
-0.6911  3.3494
-0.3472  2.2025
-0.5151 -1.6313
-0.2590 -0.2792
-0.9892  -0.8419
-1.2841  -1.6693

SCF = 0.131956

150
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27-Cl1
-0.2260  0.1395
-0.1698  0.1120
-0.0240  0.0768
-0.1622  -1.0882
-0.1041  1.3197
-0.0317  1.2955
-0.0898 -1.1232
-0.1106  2.2633
0.0327  0.0647
-0.0878 -2.4511
-0.0969 -5.0953
-0.1573  -3.5895
-0.0210 -2.6803
-0.0260 -3.9945
-0.1646  -4.8923
0.0348 -1.8280
-0.2207  -5.7499
-0.1012  -6.1211
-0.2535 -3.0261
-0.3448  -5.2997
0.0400  2.5715
0.0475 -4.1863
1.1426  2.6778
-0.9708  2.7272
0.0299  3.7154
-0.9652 -3.6111
0.0402  -5.4548
1.1503  -3.6611

-2.1382
-1.3151
0.8211
-0.0099
-1.5506
-0.4896
1.0937
-2.5674
-0.6849
1.6357
2.4267
4.8832
2.5042
3.5958
4.8204
3.7134
3.5579
5.7303
3.7714
5.8398
0.6153
-1.6188

0.1411
1.2301
4.0383
1.9156
1.9441
3.3414
3.3187
1.3948
5.1287
3.9544
4.9710
3.1372
5.3370
5.8335
3.5825
6.0215
2.8953
5.3516
1.0410
0.3168
4.1392
7.3287
4.9012
5.0120
3.4371
7.9981
7.7644
7.8878



Supporting Information

7 STRUCTURES

SCF = -0.380608

28-Cl1
-0.1684  0.1493
-0.1318  0.1256
-0.0368  0.0879
-0.1270 -1.0744
-0.0890 1.3325
-0.0418  1.3061
-0.0800 -1.1106
-0.0922  2.2857
0.0001  0.0873
-0.0790 -2.4401
-0.0859 -5.0913
-0.1244  -3.5774
-0.0356 -2.6689
-0.0394 -3.9873
-0.1297  -4.8839
0.0010 -1.8268
-0.1664 -5.7380
-0.0882 -6.1096
-0.1867 -3.0107
-0.2468 -5.2828
0.0021  2.5394
0.0375  3.5330
0.0053  -4.2063
0.0413  -4.3827

ZazaoaQ~OmOmzZaoaoaoaoaoca@zzaoaaoacaamd

SCF = 0.238836

0.1578
1.2478
4.0642
1.9367
1.9603
3.3633
3.3403
1.4296
5.1539
3.9747
4.9803
3.1536
5.3576
5.8481
3.5940
6.0534
2.9013
5.3778
1.0591
0.3249
4.0956
4.6850
7.2660
8.4073

29-Cl1
0.0170  0.1471
-0.0177  0.1082
-0.1054  0.0347
-0.0114 -1.1063
-0.0718  1.3030
-0.1113  1.2828
-0.0505 -1.1494
-0.0681  2.2470
-0.1252  -0.0082
-0.0338  -2.4910
0.0066 -5.1457
0.0183  -3.6137
-0.0696 -2.7300
-0.0423  -4.0565
0.0427  -4.9242
-0.1014 -1.8809
0.0859  -5.7668
0.0313 -6.1714
0.0528 -3.0237
0.1066  -5.2979
-0.0234  2.4961
0.0655 -4.2829
-0.4507  3.7394
0.1409  3.8643
-0.2319  4.6126
-1.5199  3.7565
-0.5280  2.4572
0.0213  1.6858
-1.6070  2.2511
-0.3205  3.4217
-0.3951 -3.2014
0.1421 -2.2644
-0.1409 -3.4621
-1.4789 -3.0111
-0.2900 -5.6356
0.3135 -6.4001
-1.3561 -5.8853
-0.0348  -5.7093

aefiasfiasli@Qualiaalissii@Rasliaslia @Rz Rz NO WA AO RN j=:j--No No NoNoNoNo i=-i--NoNoNoNo NoNoR:=

SCF = 0.128992

151

0.1507
1.2401
4.0452
1.9050
1.9618
3.3763
3.3057
1.4227
5.1310
3.9309
4.9042
3.0927
5.3056
5.8137
3.5279
5.9865
2.8247
5.2681
1.0114
0.2168
4.1202
7.2061
3.4207
2.4960
4.0572
3.1581
5.5208
6.0886
5.5979
6.0131
8.1171
7.8846
9.1585
8.0604
7.7121
7.1893
7.5890
8.7825
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30-Cl1
1.4139  -0.5100
0.5656  -0.0629
-1.6025 1.1150
-0.5747  -0.8095
0.6318  1.2822
-0.4551  1.8669
-1.6561  -0.2305
1.5262  1.8661
-2.4585  1.5571
0.5704 -2.8276
-0.1904  -5.4537
-0.1466 -3.6368
0.9106 -3.3577
0.5299  -4.6680
-0.5406 -4.9312
1.4752  -2.7417
-1.1025 -5.5554
-0.4908 -6.4774
-0.6810 -2.8358
-0.8785 -5.0117
-0.3542  3.3145
0.9166  -5.2008
0.6640  3.5742
-1.4201  3.8347
-0.1494  4.1598
0.4228 -4.4832
0.5332  -6.4562
2.2418 -5.2141
-2.5572  -0.8088
0.8698 -1.8083

aeli=elies B NN R R NoNo RO N R-: NN -NoNo Yoo No o i-:R-::NoNoNo o N o Ro )=

SCF = -0.382904

1.4207
1.9430
3.2690
2.2245
2.3249
2.9918
2.8787
2.0997
3.7813
4.4115
5.0881
3.5407
5.6610
5.9962
3.8337
6.3673
3.1227
5.3318
1.5839
0.6121
3.3980
7.3523
4.2378
4.0272
2.3731
8.3756
7.6281
7.5723
3.0925
4.1509

31-Cl1
1.6260 -0.1801
0.5686  0.0917
-2.1400  0.8155
-0.3882  -0.7942
0.1814  1.3518
-1.1765  1.7085
-1.7342  -0.4408
0.9253  2.0515
-3.1918  1.1011
1.1728  -4.7069
-0.3669 -3.7051
0.3296  -3.6155
1.2438  -5.3182
0.4767  -4.8158
-0.4454  -3.0922
1.8947 -6.1844
-1.1022  -2.2299
-0.9616 -3.3221
0.2117  -2.6820
0.8812  -4.6875
-2.4851 -1.1313
1.7698  -5.1049
-1.5836  2.9979
-1.9116  4.0354
0.5531  -5.4417
0.6147  -5.9449

ZazaogOQ~ZIZDIZaoaoaoaoaazmdaaoaaaaaxm

SCF = 0.236592

152

2.7042
2.6878
2.6342
2.2018
3.1590
3.1308
2.1695
3.5406
2.6084
3.5363
5.6767
3.3951
4.7947
5.8592
4.4217
4.9415
4.2748
6.5095
1.4307
0.3118
1.7796
2.7022
3.6134
4.0033
7.1478
8.1862
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32-Cl1
1.7998  -0.1564
0.7432  0.1201
-1.9554 0.8494
-0.2145 -0.7655
0.3714  1.3706
-0.9904 1.7613
-1.5570 -0.3956
1.1378  2.0465
-3.0072  1.1189
1.3501  -4.6999
-0.1727  -3.7566
0.5069 -3.6016
1.4300 -5.3430
0.6747  -4.8827
-0.2551 -3.1126
2.0901 -6.2034
-0.9071  -2.2429
-0.7607  -3.3757
0.3654 -2.6309
1.0147  -4.6272
-2.3169 -1.0786
1.9394 -5.0722
-1.3637  3.0838
0.8618  -5.4502
-2.7864 3.3124
-2.9680  4.3940
-3.0861  2.8076
-3.4435  2.9623
-0.4324 3.8374
0.5737  3.8604
-0.3470  3.4161
-0.7686  4.8842
1.4287 -6.8240
2.3955 -6.8540
0.7672  -7.5938
1.6381 -7.0891
-0.2150 -5.2396
0.1172  -5.6172
-1.1633  -5.7361
-0.4053 -4.1583

DD DQNDIQO@DmaOmQzzZzo~IDOIDaoaaacaazaoaaaaanxs

SCF = 0.126035

2.7625
2.7571
2.7467
2.2691
3.2488
3.2412
2.2618
3.6174
2.7205
3.5232
5.6931
3.4076
4.7561
5.8660
4.4607
4.8538
4.3413
6.5255
1.4755
0.2800
1.8757
2.6742
3.6003
7.1491
3.9714
4.0842
4.9030
3.1549
4.4827
4.0263
5.4966
4.5647
7.2135
6.6790
6.7842
8.2633
8.1537
9.1353
7.8921
8.2765

-1.3804
-2.0836
-0.7547
0.0917
-0.9437
-0.1188
0.3034
-0.5305
0.0291
0.7952
0.4184
-1.6079
-1.0467
-2.6248
-1.6996
-0.7129

OO AQDETOQQZAa0Q0 ~

33-Cl1
1.1630
1.9085
0.4675
-0.3278
-0.8036
1.3885
1.0063
-1.2225
2.4144
1.7129
-0.6470
-1.7901
-1.8984
-1.4379
-2.7825
-2.2626

SCF = 0.024468

I -1.4534
Cl  -2.2550
C -0.7557
C 0.1164
C -0.9308
C -0.1364
C 0.3014
N -0.4960
H -1.4156
H 0.0047
H 0.7886
H 0.4502
H -0.1757
C -0.6932
H -0.3053
H -1.7699

34-Cl1
1.1841
1.8387
0.5691
-0.3371
-0.7554
1.4572
1.0014
-1.1986
-1.4800
2.5057
1.6792
-0.7168
-3.2896
-2.6169
-2.8444
-2.8806

SCF = 0.039391

153

-3.4356
-5.6087
-1.4794
1.0661
-1.0470
-0.6161
0.6437
0.2170
-0.9761
1.3152
2.0571
-1.9315
-2.8866
-2.2153
-1.4664
0.5056

-3.3917
-5.5738
-1.4649
1.0233
-1.0927
-0.5847
0.6652
0.1430
-1.7649
-0.8737
1.3698
1.9946
-0.1934
0.5198
1.5286
0.5118



Supporting Information 7 STRUCTURES

35-Cl1 37-Cl1
I -1.4378 1.0461 -3.3894 -0.3104  0.5877  -0.2080
Cl -2.2670 1.6672 -5.5710 -0.5647  1.8638 -0.6640
C -0.7055 0.4984 -1.4633 -0.3833 2.7184  0.4028
N 0.2558 -0.2197 1.0651 0.0467  0.6344  1.1542
C -0.7982 -0.8219 -1.0031 -0.0235 1.9780  1.5462
C -0.1160 1.4491 -0.6175 -1.1449  2.4252  -2.6918
C 0.3613 1.0908 0.6386 -0.6298  4.4965 -0.7446
C -0.3197 -1.1776 0.2545 -0.5361  4.1772  0.3229
H -1.2547 -1.5879 -1.6430 0.3379  4.7042  0.7467
H -0.0298 24912 -0.9512 -1.4554 4.5159  0.8388
H 08247 18196 1.3129 0.5798 -1.0337 -1.2799
H -0.3849 -2.2055 0.6283 -0.4180 -0.6190 -1.0387
H 18526 -0.3779 2.4855 -1.0311  -1.3984 -0.5510
C 0.7680 -0.5870 2.4044 -0.9086 -0.3731 -2.0129
H 02464 -0.0178 3.1985 -1.7803  3.0398 -4.9123
H 06241 -1.6612 2.6228 0.4201 -0.5536  1.9832
0.2278  2.5614  2.9007
1.3562 -0.3003 2.9071
0.9225 -1.5970  1.3047
-0.6123 -1.0690  2.6653
1.5218  2.8228  3.1330
-0.3952  3.7228  3.1544
-0.1554  1.7724  3.9129

SCF = 0.043038

36-C1
-0.3786  0.5832  -0.1680
-0.5928  1.8583  -0.6464
-0.3283  2.7146  0.4013
0.0215 0.6374 1.1836 SCF = -0.492167

0.2459 -0.2343  1.7718

0.0531  1.9765 1.5413

0.3086  2.4282  2.4830 38-C1

-1.2196  2.4068 -2.6410 0.0819 -0.9779 -0.8889
0.2434  4.5778  -0.4541 -0.4904  0.1459  -1.4479
-0.4308  4.1773  0.3326 -0.5383  1.1096 -0.4621
-0.1707  4.6488  1.2933 0.4004 -0.7265 0.4655
-1.4621  4.4822  0.0545 0.0083  0.5935  0.7353
0.1217  -0.6291 -1.8443 -1.1852  0.3583  -3.4988
-0.5443  -0.6444 -0.9556 -2.1448  2.4172  -0.9530
-0.3177 -1.5431 -0.3605 -1.0784  2.4638  -0.6413
-1.5844 -0.7238 -1.3374 -0.5298  2.9956  -1.4492
-1.9150 3.0155  -4.8567 -1.0096 3.0638  0.2821
0.9788 -2.0685 -2.4820
0.3193 -2.2393 -1.6031
0.7880  -3.0007 -0.9565
-0.6378  -2.6491 -1.9938
-1.9489  0.5916  -5.7520
1.0014 -1.6694 1.3351
1.4914 -2.4343  2.0493
0.1132  1.3207  1.9464
0.2013  1.9087  2.9372

mHETmHEQQQAE DA DaE~QazazZ

QrmogZzao@m—-mazmazaz

SCF = 0.003256

zazaQErmaoazmmmaoam—QaQZaz

SCF = 0.125138

154
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39-Cl1
-0.3478  0.5873
-0.4939  1.8666
-0.2910 2.7177
-0.0498 0.6274
-0.0139  1.9717
-0.9512 2.4281
-0.5860  4.5158
-0.3514  4.1831
0.6162  4.6319
-1.1404  4.5769
-0.7169 -0.3961
-0.4804 -0.6414
0.4597  -1.2206
-1.2971  -1.2754
-1.4587  3.0514
0.1637 -0.5823
1.0121  -1.1805
-0.7243  -1.2348
0.3824 -0.3313
0.2486  2.5971
1.1306  3.2571
0.4404  1.8427
-0.6059  3.2024

CIDDoQZIDQQErIamEzamn—aazaz

SCF = -0.028023

40-Cl1
-0.0163  -0.9906
-0.5235 0.1537
-0.5083  1.1408
0.3324 -0.7215
0.0074  0.6130
-1.2109  0.3600
-2.0936  2.4907
-1.0201  2.5064
-0.4759  3.0228
-0.9058  3.0841
0.8996 -2.1395
0.2060 -2.2693
0.6362 -3.0132
-0.7489  -2.6598
-1.9741 0.5894
0.9285 -1.6730
0.0464  1.3726
1.4072  1.6806
1.9553  0.7546
1.2137  2.2411
1.9120 2.2972
0.1010 -2.1214
-0.1458 -1.2734
0.7743 -2.8281
-0.7970 -2.6176

CTCICQEEDIZQoommamnTmTman~aQzaz

SCF = -0.104757

-0.1900
-0.6811
0.3837
1.1982
1.5602
-2.7208
-0.7219
0.3164
0.6018
0.9810
-2.0444
-0.9825
-0.9736
-0.5949
-4.9850
2.0124
1.6425
2.0172
3.0621
2.8686
2.8375
3.6475
3.2120

-0.9652
-1.5493
-0.5837
0.3834
0.6281
-3.5893
-1.0342
-0.7554
-1.5721
0.1796
-2.5078
-1.6520
-0.9574
-2.0590
-5.8538
1.1443
1.7511
2.1965
2.3942
3.1188
1.4487
2.2665
2.9123
2.7659
1.8902

~
~J

=GN NoNoNoRo Re RO X==

PM7

2.6827
2.0982
0.6042
1.6647
1.7799
1.0335
0.9183
2.1150
0.5739
0.0222
2.1476
2.9548
0.7873

1-Cl
0.0929
0.0928
0.1378
-1.0968
1.3080
1.3333
-1.0817
2.2396
-2.0062
0.1565
-2.9558
-6.0569
2.2810

SCF = -0.037254

ZaoQ~IOm@mIEZaoaoaoaaar

0.3628
0.2215
-0.1456
0.3349
-0.0765
-0.2604
0.1525
-0.1671
0.2395
-0.2897
0.7914
1.5285
-0.5644
-0.8126

2-Cl
0.2044
0.1758
0.1320
-1.0195
1.3546
1.3339
-1.0451
2.2927
-1.9762
0.1222
-2.8237
-5.7410
2.5357
3.5168

SCF = 0.005927

155

oozZAr~mIEZEmaooaaQOXE

0.3652
0.2243
-0.1412
0.3384
-0.0729
-0.2547
0.1564
-0.1637
0.2439
-0.2849
0.7944
1.5212
-0.5644
-0.6604
-0.7205

3-Cl
0.1911
0.1634
0.1162
-1.0332
1.3431
1.3141
-1.0581
2.2834
-1.9899
0.1041
-2.8378
-5.7180
2.5397
3.5784
2.4983

-1.4578
-0.5378
1.8175
0.0432
0.0667
1.2436
1.2193
-0.3815
1.6826
2.7351
-0.8752
-2.4058
1.7118

0.0860
1.1680
3.9398
1.8782
1.8439
3.2314
3.2610
1.2983
3.8241
5.0192
0.8409
-0.8370
3.9225
4.4866

0.0774
1.1598
3.9354
1.8699
1.8321
3.2199
3.2539
1.2826
3.8163
5.0187
0.8321
-0.8244
3.9247
3.2856
5.1374
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SCF = -0.054047

4-Cl
0.3622  0.1885
0.2213  0.1558
-0.1471  0.1178
0.3374 -1.0380
-0.0804  1.3337
-0.2666  1.3201
0.1545 -1.0625
-0.1705  2.2663
0.2428  -1.9904
-0.2892  0.1014
0.7978  -2.8390
1.5756  -5.8515
-0.5748  2.5865
-1.1640  2.4091
0.3530  3.0923
-1.1433  3.2919

mDmmoQ~OD@mDTmDoaoaoacacaad

SCF = -0.052011

5-Cl
1.3954  0.1052
0.8104  0.1036
-0.6759  0.1499
0.3822 -1.0873
0.4941  1.3216
-0.2555  1.3639
-0.3552  -1.0639
0.8449  2.2355
-0.6946 -1.9882
-1.2471  0.1406
0.8503  -2.9448
1.5612  -6.0673
-0.4739  2.5950
-1.6173  2.6157
-0.4583  3.7961
-2.5688  2.3071
-1.7428  3.6247
-1.3969  1.9432
-1.1547  3.7391
-0.7034  4.6897
0.5664  3.9450

aslarfiaarlia o NO NI AGNT R R li: HoNo RO RO RO N @ =+

SCF = -0.034630

0.0783
1.1591
3.9234
1.8668
1.8394
3.2233
3.2471
1.2899
3.8129
5.0001
0.8307
-0.9030
3.9516
4.8604
4.2565
3.3321

0.2910
1.2129
3.5700
1.7908
1.8063
2.9964
2.9702
1.3397
3.4420
4.4917
0.8672
-0.7361
3.6675
4.6007
2.8095
4.1398
5.0229
5.4496
1.9582
3.4041
2.4231

mommoooQ~mOmmaoacacacaam

0.2768
0.2011
0.0025
0.3592

-0.0570

-0.1535
0.2615
-0.1836
0.3837

-0.0727

0.7544
1.4165
-0.4091
-0.5243
0.4127
-1.3633
-0.7243

6-Cl
0.2206
0.1365
-0.0555
-1.0940
1.2791
1.1668
-1.1933
2.2464
-2.1513
-0.1376
-2.8378
-5.8035
2.3605
2.3471
2.0250
1.7200
3.4012

SCF = -0.101190

axfiecli= RO R NONTY-.}-.F--No Yo Yo Xo Xo Xo B:-

0.9523
0.4192
-0.9576
0.2617
-0.1116
-0.7948
-0.4273
0.0134
-0.5608
-1.4968
1.0847
2.4906
-1.5047
-0.1347
-0.4613
0.7570
0.1372

7-Cl
0.4185
0.1573
-0.4713
-1.1714
1.1757
0.8576
-1.4908
2.2128
-2.5273
-0.7273
-2.7276
-5.2867
2.1558
2.5371
3.3383
2.8739
1.6663

SCF = -0.040691

156

0.0849
1.1710
3.9612
1.8112
1.9178
3.3127
3.1943
1.4422
3.7032
5.0377
0.6558
-1.1906
3.9244
5.3384
5.8032
5.6557
9.5679

0.5558
1.4708
3.8180
1.8605
2.2607
3.4324
3.0291
1.9499
3.3411
4.7299
0.6617
-1.2813
4.4199
5.5665
6.2363
5.0288
6.1710
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8-Cl
0.5243  0.2044
0.3152  0.1585
-0.2260  0.0789
0.3436 -1.0538
0.0154  1.3330
-0.2549  1.2915
0.0742  -1.0965
-0.0066  2.2799
0.0937 -2.0393
-0.4345  0.0302
0.8024 -2.8535
1.5435 -5.7696
-0.5726  2.5755
-0.8236  2.4893
0.3988  3.4898
-1.6451  3.2073

HOHOQQ—-ZODZoaaaaaansm

SCF = -0.298538

9-Cl
H 0.3589 0.2077
C 02191 0.1771
C -0.1458 0.1339
C 03341 -1.0171
C -0.0799 1.3600
C -0.2566 1.3141
C 0.1535 -1.0445
H -0.1698 2.2925
H 0.2417 -1.9749
H -0.2869 0.1130
I 07910 -2.8207
Cl  1.5375 -5.7695
Br -0.6653 2.9274

SCF = -0.034928

0.1069
1.1768
3.9183
1.8662
1.8604
3.2305
3.2333
1.3204
3.7825
4.9868
0.8218
-0.8554
3.9282
5.2355
3.8534
3.4424

0.0877
1.1697
3.9452
1.8793
1.8459
3.2223
3.2611
1.2924
3.8246
5.0240
0.8402
-0.8586
4.1518

ZAaZazazZzazaQ~aoaoaaaa

0.2169
-0.1281
0.1141
0.1467
-0.0251
-0.0578
0.4864
0.8439
0.1800
0.2318
-0.1621
-0.2471
-0.3020
-0.4435
-0.0963
-0.1543
0.2464
0.3258

10-Cl1
-0.0228
0.0049
-1.2237
1.1922
1.2096
-1.2137
-0.0443
-0.0724
-2.4842
-3.5137
-2.4378
-3.4300
0.0189
0.0302
2.4478
3.4515
2.4394
3.4584

SCF = 0.230339

C
I

F
F
F
F
F
I

0.0020
0.0227
0.0375
-0.0231
-0.0127
0.0473
0.0753
0.0804
0.0328
-0.0361
-0.0564
-0.0093
0.1465

11-1
0.0655
0.0988

-1.1521
1.2878
1.3070

-1.1132

-3.0032

-2.2238
0.1017
2.4520
2.4213
0.1080

-6.4651

SCF = -0.382553

157

NSRS RN Ro N NOoNONONONON®!

0.0040
0.0228
0.0371
-0.0204
-0.0108
0.0465
0.0784
0.0781
0.0320
-0.0334
-0.0521
-0.0062
0.1126

11-F
0.0087
0.0525

-1.1801
1.2412
1.2576

-1.1587

-3.3096

-2.2750
0.0658
2.4071
2.3800
0.0423

-5.0535

1.1321
3.9312
1.8439
1.8240
3.2177
3.2377
-1.0532
-3.9603
1.1830
0.6580
3.9600
4.5486
5.3418
6.4902
3.9198
4.4919
1.1425
0.6008

1.1500
3.9262
1.8305
1.8328
3.2283
3.2252
0.7782
3.9366
5.2444
3.8792
1.1605
-0.1686
-1.1902

1.1298

3.9035

1.8185

1.8029

3.1991

3.1926

0.6123

3.9020
5.2241

3.8500
1.1348
-0.1928
-0.3752
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SCF = -0.404415

11-OCH2
1.3841  0.5606
-0.2553  2.8042
0.0000  0.3793
1.9539  1.8392
1.1315  2.9681
-0.8080 1.5174
-2.1227  1.4160
-1.0445  3.8587
1.6586  4.1736
3.2640  1.9759
2.2026 -0.4742
-0.8386 -1.5549
-1.3309 -4.4949
-0.2501  -5.0124
-0.1399  -6.1093
0.6758 -4.4103

==gNoNOR NN RO RO RO NoNoNoNONONe!

SCF = -413.008337

11-OMe
0.0506  0.2084
-0.0224  0.1479
0.0723  -1.0058
-0.0077  1.4142
-0.0442 1.3782
0.0362 -1.0362
0.1735 -3.0673
0.0549 -2.1773
-0.0569 0.1119
-0.0992  2.5022
-0.0283  2.5767
0.0835  0.2926
0.2654 -4.9804
0.2996 -4.8867
0.3430  -5.9203
1.1904 -4.3456
-0.6042 -4.4034

=a=Ra=BaNORON- RO RO RC RN NONONONONON !

SCF = -0.356264

0.0000
-0.0000
-0.0000

0.0000
-0.0000
-0.0000
-0.0000
-0.0000
-0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000
0.0000

1.2445
4.0170
1.8895
1.9623
3.3574
3.2638
0.6077
3.9322
5.3367
4.0496
1.3359
-0.0755
-0.5107
-1.8845
-2.2561
-2.2286
-2.2772

QmMmmEE—QaQaaQa

0.2132
-0.1327
0.1144
0.1354
-0.0357
-0.0570
0.4760
0.1791
-0.1471
-0.2938
-0.1056
0.2208
0.8792

11-C1
-0.0236
0.0065
-1.2080
1.1761
1.2027
-1.2047
-0.0465
-2.3827
-2.3424
0.0206
2.3543
2.3378
-0.0801

SCF = -0.390346

C
C
C
C
C
C
I
F
F
F
F
F

Br

0.0006
0.0252
0.0372
-0.0238
-0.0114
0.0490
0.0740
0.0833
0.0372
-0.0341
-0.0583
-0.0126
0.1380

11-Br
0.0593
0.0884
-1.1589
1.2808
1.2977
-1.1224
-3.0151
-2.2339
0.0895
2.4419
2.4157
0.1044
-6.1901

SCF = -0.381859

158

1.1651
3.9726
1.8935
1.8705
3.2603
3.2835
-0.9686
1.2957
3.9441
5.2806
3.8988
1.2501
-4.2258

1.1467
3.9225
1.8250
1.8313
3.2268
3.2192
0.7658
3.9292
5.2409
3.8797
1.1611
-0.1718
-1.0481



Supporting Information

7 STRUCTURES

11-DMF
C -1.6423 1.1873
C -3.5991 -0.7764
C -1.2482 -0.1516
C -29911 1.5535
C -3.9762 0.5680
C -2.2448 -1.1240
F  -1.9416 -2.4073
F -4.5161 -1.7178
F  -5.2464 0.9033
F -3.3298 2.8265
F -0.7504  2.1558
I 0.7914 -0.6836
O 3.7367 -1.2096
C 48042 -0.7808
H 5.5858 -1.4255
N 51484 0.5477
C 4.1465 1.4851
H 34757 1.8465
H 3.5231 0.9838
H 4.6324 2.3508
C 6.2814 1.1359
H 59645 1.6569
H 6.7954 1.8685
H 7.0225 0.3664

SCF = -413.037975

11-NH3
C 0.0033 0.2624
C 0.0139 0.2986
C 0.0331 -0.9518
C -0.0211 1.4856
C -0.0158 1.5058
C 0.0380 -0.9149
I 0.0698 -2.7953
F 0.0656 -2.0274
F 0.0192 0.3003
F  -0.0386 2.6507
F -0.0490 2.6153
F -0.0029 0.2966
N 0.1247 -5.6877
H 1.0710 -5.9451
H -0.3629 -5.5825
H -0.3182 -6.3856

SCF = -0.288542

-0.0497
0.1369
-0.0381
0.0300
0.1237
0.0563
0.0728
0.2251
0.1990
0.0165
-0.1365
-0.1584
-0.1411
0.2230
0.6733
0.0256
-0.4811
0.3172
-1.2483
-0.9589
0.7356
1.6568
0.0858
1.0102

1.2615
4.0407
1.9478
1.9427
3.3391
3.3424
0.9042
4.0505
5.3578
3.9873
1.2661
-0.0571
-0.7339
-0.9094
-1.5964
-0.1776

MmO ~0000aa0

12-Cl1
0.5631  -0.2769
-0.0142  0.5877
0.2460 -1.1830
0.5821  1.0759
0.2976  1.5341
-0.0463 -0.7776
1.0066  -0.9415
1.6896  -1.9610
-0.5213 -2.1811
0.3372  3.5897
-0.2869  0.9960
0.2184 -2.4733
0.8785  1.9636

SCF = -0.193284

C
I
Cl
Br
Br
Br

13-Cl
0.0003  -0.0040
-0.0024 -0.0191
-0.0054 -0.0358
-0.9272  -1.5851
1.8386  -0.0081
-0.9096  1.5983

SCF = -0.061355

C
I
Cl
F
F
F

14-Cl1
0.0001  -0.0015
-0.0004 -0.0205
-0.0007  -0.0445
-0.6059 -1.0493
1.2149  0.0042
-0.6080  1.0543

SCF = -0.340070

159

C
I

IENTIQNIZQIZTAQ

15-Cl1
-0.0005 -0.0042
0.0082  -0.0088
0.0227  -0.0160
-0.7256  -1.2570
-0.2352  -2.1781
-1.7659 -1.2951
-0.7495 -1.2888
1.4451 -0.0027
1.9995 -0.8868
1.4801 -0.0004
1.9989  0.8804
-0.7266  1.2500
-0.2368  2.1701
-0.7505  1.2863
-1.7669  1.2859

1.0954
3.6956
2.1053
1.4288
2.7197
3.4120
-0.9031
-3.9735
4.9104
3.1821
4.9234
1.8263
0.4975

1.1802
-1.2775
-3.8495

1.8946

1.8817

1.8734

1.1208
-1.1397
-4.0884

1.6770

1.6674

1.6592

1.1401
-1.0809
-4.7325

1.6318

1.2931

1.2853

2.7260

1.6376

1.2991

2.7320

1.2955

1.6266

1.2842

2.7207

1.2800



Supporting Information

SCF = -0.115875

C
1

Z0Z2020aQ

-0.0006
-0.0013

-0.0017
-0.6971
-1.2788
1.3926
2.5562
-0.6967
-1.2783

16-Cl1

-0.0011
-0.0186
-0.0298
-1.2074
-2.2150
-0.0019
-0.0027
1.2057
2.2137

SCF = 0.036609

I
Cl

N
C
C
)
O
C
H
H
C
H
H

0.1793
1.1435
-0.5959
0.0600
-1.8158
1.1289
-2.6152
-2.0298
-2.1584
-2.9604
-0.7833
-0.2045
-1.0065

17-Cl
-1.4267
-2.6843
-0.4154
-0.3567
0.2621
-0.8411
0.3940
0.8473
1.9379
0.4487
0.4361
1.2933
-0.1959

SCF = -0.223866

I
Cl

C
H
C
H
H

-0.0027

-0.0070
-0.0000
0.0011
0.0002
0.0016
-0.0008

18-Cl
-0.0425
0.1971
-0.0612
0.9349
-1.1804
-1.1844
-2.1791

SCF = -0.051204

1.7515

-1.6430

-3.9939
1.8052
1.8389
1.7975
1.8249
1.7902
1.8114

-1.7012
-3.9087
0.0740
1.3058
0.1342
1.5803
-0.7582
1.5411
1.4741
1.9717
2.3196
2.6945
3.1920

-0.8096
-4.3975
1.3068
1.7237
2.0220
3.1007
1.6123

19-Cl1
-0.0342
0.0566
-0.0484
0.9448
-1.1770
-2.1799
-1.1530
-1.1454

SCF = -0.010622

20-Cl1
0.0826
0.1567
-0.1014
0.7843
-1.2180
-2.0985
-1.3642
-2.7139
-3.4713
-2.9370
-2.8182
-0.3081
0.6564
-0.5064
-0.2044

SCF = -0.053376

21-Cl1
-0.0480
-0.1664
0.0197
0.0943
0.0601

SCF = 0.021921

22-Cl
-0.0483
-0.1587
0.0183
0.0585
0.1036
0.1423

SCF = 0.062891

7 STRUCTURES



Supporting Information

7 STRUCTURES

23-Cl
I -0.0004 -0.0452
Cl  0.3409 -0.1548
C -0.2100 0.0222
N -0.3273 0.0597

SCF = -0.029341

24-Cl
-1.0417  0.2967
0.9791 -0.3358
-1.0782  -0.9204
-0.0032  1.2016
0.9996  0.8779
-0.0668 -1.2339
-0.0962 -2.5141
-0.0884 -4.9748
0.5360 -3.6468
-0.7412  -2.6367
-0.7373  -3.8474
0.5398  -4.8575
-0.0509  -6.2337
0.0278  -8.6240
-1.0582 -7.1895
0.9983 -6.4652
1.0264 -7.6633
-1.0140 -8.3812
2.5363 -4.9979
2.5237  -0.8224
0.0624 -9.7548
1.9922 -7.9317
-1.9421  -9.3100
1.1447  -5.9033
1.1373  -3.5786
-1.3672  -1.5976
-1.3599 -3.9224
-1.9739 0.6334
0.0241  2.3521
1.9620  1.7601
4.5423 -2.2701
-2.6579  -2.2769
-2.6429 -6.8397

el io GGG ESESEGCETE T No o RoNo Yo Ro i o Ro Jo o No o Ro o Ro Ro o Xo)

SCF = -0.600931
ZPE = 0.146967
Hags = -0.420868
ngg = -0.516916

-0.6297
-3.9396
1.4220
2.5702

1.5445
3.3797
2.2191
1.7793
2.6957
3.1358
3.8517
5.2744
3.3315
5.0855
5.7855
4.0315
6.0267
7.4606
5.8436
6.9242
7.6348
6.5618
7.1992
4.7839
8.1370
8.4932
6.4205
3.5049
2.1607
5.6005
6.9447
0.6718
1.1365
2.8884
7.0875
1.8509
4.4882

25-Cl1
0.3049  -1.3267
-0.3220  1.3861
1.3498  -0.3988
-1.0406 -0.9534
-1.3219  0.4103
1.0043  0.9499
2.7491 -0.8232
5.4156 -1.6318
3.4406  -1.1267
3.3849  -0.9225
4.7157  -1.3265
4.7718  -1.5294
-2.1112  -1.9508
-4.1514  -3.8513
-2.6611 -2.3251
-2.5767 -2.5227
-3.5958  -3.4706
-3.6791  -3.2740
-0.6500  2.8059
-1.2752  5.5118
-0.7677  3.3664
-0.8434  3.5920
-1.1552  4.9418
-1.0802 4.7186
2.3413  -0.4644
2.4649 -0.9733
-1.7334  -1.9474
-1.9587  -1.4620
-0.4713  2.1615
-0.6659  2.7464
0.1573  -0.4581
0.6000 -2.6038
-2.5805 0.7920
1.9673  1.8471
-4.0699 -4.0393
-5.1154  -4.7489
-4.2259  -3.6561
5.3538  -1.4336
6.6753 -2.0136
5.4678  -1.8266
-1.5706  6.7904
-1.3458  5.7195
-1.2025  5.2950

SRR R RSl R RS RSSO RSN RN o o Yo No o o Ro o Ro NoNo Yo o No Yo o lo o o o Ro No o Xe!

SCF = -0.675125

161

0.2475
-0.0040
0.1998
0.1766
0.0492
0.0718
0.2701
0.4070
-0.9090
1.5147
1.5769
-0.8282
0.2231
0.3143
1.4561
-0.9672
-0.9092
1.4957
-0.1441
-0.4085
-1.4219
0.9993
0.8614
-1.5415
3.2956
-2.8051
-2.8457
3.2540
-3.1630
2.9290
-5.3135
0.3733
-0.0144
0.0296
-2.0018
0.3598
2.6353
2.7281
0.4740
-1.9095
-0.5311
1.9115
-2.7224



Supporting Information

7 STRUCTURES

s oNoNoNONONOR==R=-R:-NoNoNOoNONOR@N==!

Q ~

26-Cl
-1.4279  0.8755
-1.3290  1.5881
-1.0834  3.4400
-1.1309  1.1705
-1.4053  2.9616
-1.2835 3.8774
-1.0046  2.0762
-1.5615  3.3093
-1.3442  4.9464
-0.9900 4.1684
-0.7969  1.5167
-0.4079  0.2485
-0.7414  0.1205
-0.6533  2.2777
-0.4595  1.6399
-0.5502  -0.5258
-0.6913  3.3652
-0.3474  2.2361
-0.5074 -1.6108
-0.2560 -0.2369
-0.9841 -0.8515
-1.3575  -1.4922

SCF = 0.161068

SRR GRS NoNe SO TR N:-NoRoNo o No ko i:-N-:-NoNoRo o Xo RO )="

27-Cl
-0.2248  0.1850
-0.1692  0.1434
-0.0247  0.0870
-0.1603  -1.0502
-0.1046  1.3384
-0.0332  1.3003
-0.0889 -1.1077
-0.1114  2.2858
0.0317  0.0712
-0.0874  -2.4397
-0.0952  -5.0622
-0.1573  -3.5503
-0.0212  -2.6652
-0.0257 -3.9765
-0.1621 -4.8471
0.0339 -1.8213
-0.2170  -5.7217
-0.0993 -6.0929
-0.2516  -3.0053
-0.3394 -5.7361
0.0375  2.5669
0.0474 -4.1691
1.1370  2.6515
-0.9726  2.6984
0.0258  3.6984
-0.9632 -3.5953
0.0406  -5.4320
1.1453 -3.6431

-2.1045
-1.2661
0.8330
0.0349
-1.5187
-0.4780
1.1050
-2.5405
-0.6837
1.6358
2.4436
4.9051
2.5455
3.6046
4.8294
3.7506
3.5612
5.7356
3.8268
5.8679
0.6484
-2.1012

0.1587
1.2462
4.0521
1.9376
1.9701
3.3611
3.3345
1.4265
5.1441
3.9428
4.9332
3.0800
5.3161
5.7989
3.5510
6.0071
2.8764
5.3009
1.0301
0.5285
4.1703
7.2902
4.9197
5.0306
3.4688
7.9442
7.7096
7.8347

SCF = -0.342216

28-Cl1
-0.1672  0.1991
-0.1308  0.1592
-0.0363  0.0970
-0.1258  -1.0349
-0.0878  1.3514
-0.0409 1.3138
-0.0792  -1.0952
-0.0906  2.3110
0.0007  0.0927
-0.0794  -2.4297
-0.0869 -5.0590
-0.1260 -3.5381
-0.0363 -2.6574
-0.0403 -3.9733
-0.1303  -4.8392
0.0005 -1.8251
-0.1669  -5.7097
-0.0896 -6.0819
-0.1870 -2.9873
-0.2467 -5.7194
0.0028  2.5332
0.0383  3.5264
0.0039  -4.1988
0.0399  -4.3790

oW Ao Ol N=-i::N.-NoNoNoNoRoRoi=-R:-No o No o No Ro ==

SCF = 0.266266

162

0.1750
1.2636
4.0772
1.9570
1.9882
3.3863
3.3550
1.4681
5.1684
3.9601
4.9360
3.0930
5.3325
5.8131
3.5566
6.0368
2.8749
5.3220
1.0446
0.5209
4.1171
4.7093
7.2174
8.3596



Supporting Information

7 STRUCTURES

29-Cl
-0.0105  0.1852
-0.0410  0.1342
-0.1230  0.0464
-0.0244 -1.0715
-0.1017  1.3176
-0.1343  1.2955
-0.0643 -1.1315
-0.1149  2.2613
-0.1507  0.0020
-0.0449 -2.4754
-0.0038 -5.1051
0.0116  -3.5698
-0.0824 -2.7062
-0.0533  -4.0306
0.0342 -4.8748
-0.1234 -1.8645
0.0781  -5.7354
0.0133 -6.1339
0.0545 -3.0001
0.1020 -5.8602
-0.0641  2.4819
0.0400 -4.2608
-0.4473  3.7291
0.2611  3.9313
-0.3694  4.5829
-1.4719  3.7041
-0.4682  2.4391
0.2410 1.8034
-1.4911  2.0539
-0.4096  3.4460
-0.3904  -3.1867
0.2882  -2.3203
-0.3110 -3.5151
-1.4268 -2.8566
-0.2876  -5.6082
0.4436 -6.3333
-1.3049 -5.9336
-0.1942  -5.6513

asliasfasN@ Rz fia:NoRarliafiai NNl N o WA HON Nl B NoNo o o Xo Ro i =N NoRo o N o o N R=:

SCF = 0.155215

0.1633
1.2524
4.0567
1.9262
1.9788
3.3921
3.3268
1.4430
5.1413
3.9303
4.8814
3.0511
5.2968
5.7973
3.5122
5.9794
2.8179
5.2323
1.0219
0.4325
4.1226
7.1699
3.4438
2.6187
4.1387
3.0373
5.5367
6.1001
5.6831
5.9835
8.0771
7.9670
9.1271
7.8959
7.6606
7.2543
7.3852
8.7583

30-Cl1
1.0495 -0.0050
0.4247  0.1976
-1.1514  0.7848
-0.2937 -0.8010
0.3550  1.5053
-0.4311  1.7919
-1.0823 -0.5225
0.9201  2.2950
-1.7714  0.9932
0.8956  -2.9489
-0.5577  -5.1981
0.0142  -3.5837
1.0341  -3.4368
0.3016  -4.5573
-0.7081  -4.7042
1.7204 -2.9412
-1.3739  -5.2423
-1.1186 -6.0922
-0.1860 -2.8274
-0.0521  -5.5919
-0.4734  3.2133
0.4748 -5.0416
0.7232  3.6812
-1.2471  3.4345
-0.9145 4.0731
0.1514  -4.1192
-0.2500 -6.1052
1.7288  -5.3825
-1.65622 -1.2994
1.4838 -2.0798

iR NNl NoNo RO R Rl NoNo oo Yo NoR:"N-:RoNo N o No No N o B =+

SCF = -0.345991

163

0.6310
1.5022
3.7377
2.1448
1.9831
3.0999
3.2519
1.4815
4.6132
4.2356
5.0474
3.3622
5.5312
5.9322
3.7470
6.2224
3.0550
5.3347
1.3852
0.9012
3.5895
7.3467
3.9466
4.6499
2.6706
8.2553
7.6855
7.6424
3.7663
3.9381



Supporting Information

7 STRUCTURES

31-Cl1
1.1087 -0.8875
0.2308 -0.3361
-2.0048 1.1150
-0.6442 -0.8621
-0.0135 0.9288
-1.1326  1.6521
-1.7570 -0.1524
0.6632  1.3540
-2.8757  1.6860
1.2634  -4.4546
-0.3689 -3.7602
0.1805 -3.6003
1.5367 -4.9673
0.7272  -4.6132
-0.6475 -3.2562
2.3769  -5.6522
-1.5120 -2.6014
-1.0042 -3.4979
-0.2629 -2.8214
0.3758  -5.4833
-2.4529 -0.5553
1.8983  -4.7692
-1.3856  2.9433
-1.5918  3.9942
1.0117  -5.1205
1.2429  -5.5264

ZazZzam@mQ~@ODIZDIZaooaoaocaam@maoaaaaanm

SCF = 0.261939

3.4656
3.1204
2.2749
2.1792
3.6523
3.2269
1.7492
4.3964
1.9481
3.4295
5.5991
3.2660
4.6994
5.7801
4.3332
4.8385
4.2099
6.4467
1.3391
0.6837
1.0110
2.5863
3.7659
4.2034
7.0787
8.1371

32-Cl1
1.3134  -0.7475
0.3962 -0.2361
-1.9392  1.0978
-0.4937 -0.8203
0.1267  1.0131
-1.0445 1.7163
-1.6579  -0.1550
0.8311  1.4481
-2.8532  1.6005
1.2146  -4.6594
-0.2029 -3.7628
0.2892 -3.6243
1.4408  -5.2450
0.7449  -4.8040
-0.4271  -3.1866
2.1597  -6.0578
-1.1699 -2.3885
-0.7656  -3.4040
-0.0683 -2.7404
0.6818  -5.4532
-2.3743  -0.5964
1.7620 -5.0499
-1.2546  3.0204
1.0632  -5.3058
-2.6040  3.5889
-2.6213  4.6249
-3.3679  3.0066
-2.8860  3.6422
-0.5179  3.4930
0.5666  3.4984
-0.6981  2.8737
-0.7958  4.5346
1.7360 -6.6129
2.7395 -6.5314
1.1729 -7.4121
1.8923  -6.9159
0.1059  -5.0865
0.4832  -5.5355
-0.8922  -5.5070
0.0039  -4.0025

DO QZODmaoamaOOoQZzoQ~O@OzZooaoacaa@mmanoanaoaam

SCF = 0.148981
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3.4617
3.1529
2.4128
2.2564
3.6888
3.3178
1.8888
4.3912
2.1134
3.4292
5.6663
3.3150
4.6657
5.8134
4.4267
4.7292
4.3527
6.5211
1.4344
0.4130
1.1913
2.5517
3.7468
7.0730
3.6221
4.0030
4.1643
2.5537
4.9277
4.7083
5.8226
5.1641
7.1376
6.6786
6.6248
8.1858
8.1668
9.1013
7.9571
8.3576



Supporting Information 7 STRUCTURES

33-Cl1 35-Cl1
I -1.4802 1.2917 -3.7433 I -1.4637 1.0748 -3.4685
Cl -2.1931 2.0575 -5.9426 Cl -2.3764 1.7649 -5.8951
C -0.7366 0.4459 -1.4160 C -0.6890 0.4906 -1.4149
C 0.0950 -0.3665 1.1044 N 0.2544 -0.2220 1.0931
N -0.9247 -0.8135 -1.0049 C -0.7222 -0.8401 -0.9965
C -0.1080 1.3647 -0.5533 C -0.1709 1.4567 -0.5513
C 03077  0.9709  0.6981 C 0.2998 1.0887  0.7003
C -0.5214 -1.2489 0.2457 C -0.2460 -1.1855 0.2596
H 0.0369 23867 -0.9054 H -1.1224 -1.6210 -1.6526
H 07964 1.6658 1.3820 H -0.1310 2.5095 -0.8521
H 0418 -0.6917 2.0916 H 07156 1.8188 1.4041
C -1.5792 -1.7811 -1.8960 H -0.2541 -2.2203 0.6208
H -1.0032 -1.8898 -2.8370 H 18642 -0.7979 2.3578
H -2.5983 -1.4340 -2.1605 C 07741 -0.5998 2.4110
H -1.6698 -2.7787 -1.4379 H 0.6069 0.2002 3.1579
H -0.7061 -2.2903 0.5171 H 02803 -1.5116 2.7986
SCF = 0.097368 SCF = 0.120886

34-Cl1 36-Cl1

I -1.5021 1.2321 -3.5274 N -0.3644 0.5817 -0.1248
Cl -2.3515 1.9808 -5.8724 C -0.5796 1.8471 -0.6031
C -0.7440 0.5360 -1.4190 N -0.3157 2.6924  0.4420
C 01203 -0.3520 1.0397 C 0.0370 0.6266  1.2269
C -0.9201 -0.7802 -1.0533 H 0257 -0.2500 1.7974
C -0.1311 1.4378 -0.5621 C 0.0678 1.9596  1.5848
C 0.3060 0.9855  0.6833 H 03193 24224 2.5150
N -0.4848 -1.2100 0.1748 I -1.3557 25270 -3.0683
H -1.4006 -1.5194 -1.7065 H 02703 4.5474 -0.3784
H 0.0095 24842 -0.8514 C -04129 4.1400 0.3931
H 07931 16624 1.3874 H -0.1499 4.5974 1.3617
H 04544 -0.7312 2.0108 H -1.4447 4.4496 0.1334
H -0.1567 -3.2861 -0.1572 H 01522 -0.6374 -1.7693
C -0.6769 -2.6136 0.5549 C -0.5232 -0.6411 -0.8908
H -0.2866 -2.8344 1.5647 H -0.2934 -1.5329 -0.2839
H -1.7545 -2.8759 0.5502 H -1.5637 -0.7333 -1.2605

Cl -2.0509 3.1354 -5.2778

SCF = 0.118722
SCF = 0.072721
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37-Cl1
-0.3040  0.5752
-0.5473  1.8458
-0.3460 2.6871
0.0559  0.6172
0.0099  1.9535
-1.3926  2.6657
-0.5311  4.4604
-0.4786  4.1326
0.3865  4.6431
-1.4067  4.4719
0.5800 -1.0394
-0.4171  -0.6329
-1.0018 -1.4147
-0.9390 -0.4047
-2.0148  3.2734
0.4111  -0.5726
0.2733  2.5457
1.1980 -0.2914
1.0693 -1.5252
-0.6485 -1.1916
1.5243  2.9803
-0.4890  3.5976
0.0718  1.6994

HoHHEH-QQQEIaOEZIQan—~aQzaz

SCF = -0.421378

38-Cl1
0.1047  -0.9743
-0.4674  0.1379
-0.5105  1.0924
0.4215 -0.7259
0.0303  0.5883
-1.4421  0.4238
-2.1055  2.3939
-1.0395  2.4360
-0.4801  2.9756
-0.9696  3.0243
1.0244  -2.0746
0.3506 -2.2336
0.8171 -2.9822
-0.6018  -2.6556
-2.1791  0.6376
1.0159  -1.6598
1.5052  -2.4228
0.1303  1.3152
0.2163  1.9067

ZazaoaQzaoamzzmaoazDn—aoazaz

SCF = 0.184456

-0.1250
-0.6031
0.4712
1.2316
1.6144
-3.5482
-0.6454
0.4122
0.8743
0.9116
-1.1815
-0.9239
-0.4049
-1.8749
-5.7150
2.0523
2.9543
3.0876
1.3911
2.5722
3.1035
3.2545
3.9610

-0.8052
-1.3845
-0.3911
0.5454
0.8087
-4.2995
-0.8525
-0.5512
-1.3416
0.3809
-2.3526
-1.4868
-0.8221
-1.8657
-6.5084
1.4113
2.1312
2.0074
2.9985

TDDQEZITDQQErIamIEmamn—~aazaz

1.4869
0.6858
1.4869
2.8279
2.8279
-1.4349
0.4193
1.0249
1.8789
0.4141
0.4184
1.0249
1.8789
0.4149
-4.3440
3.9616
3.9746
3.9753
4.9343
3.9616
3.9771
4.9343
3.9728

SCF = -758

DD QEZTDQooQIEmmaErEmamn~QazZaz

-0.0117
-0.5172
-0.4978
0.3358
0.0169
-1.3780
-2.1326
-1.0318
-0.7851
-0.6095
1.2113
0.2547
0.3239
-0.5564
-2.1415
0.9477
0.0352
1.3687
1.8770
1.1911
1.9337
0.1610
-0.0617
0.8266
-0.7605

39-Cl1
1.1086
-0.0000
-1.1086
0.7000
-0.7000
0.0000
-2.7090
-2.4871
-3.1963
-2.7079
2.7090
2.4871
3.1963
2.7080
-0.0000
1.6320
2.2863
2.2862
1.1035
-1.6320
-2.2831
-1.1035
-2.2894

.109334

40-Cl
-0.9824
0.1510
1.1298
-0.7151
0.6088
0.4074
2.4694
2.4724
2.8863
3.1436
-2.2040
-2.2463
-3.0695
-2.4835
0.6353
-1.6514
1.3589
1.5903
0.6410
2.1481
2.1884
-2.0382
-1.1697
-2.7407
-2.5300

SCF = -0.040583

166

-0.0002
-0.0003
-0.0004
0.0001
0.0000
-0.0001
0.9038
-0.0001
-0.0031
-0.9008
0.9031
-0.0003
-0.0024
-0.9015
0.0003
0.0004
0.8924
-0.8916
0.0008
0.0003
0.8945
-0.0042
-0.8894

-0.9406
-1.5304
-0.5663
0.4028
0.6422
-4.0725
-0.5820
-0.6986
-1.6948
0.0718
-2.1570
-1.6014
-0.8666
-2.3158
-6.3259
1.1511
1.7594
2.2363
2.4371
3.1638
1.5164
2.2872
2.9164
2.8034
1.9643
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7.8 GFN2-xTB

OCH2
O 28299 -5.5750 -2.1692
C 28330 -5.2064 -3.3029
H 28331 -5.9033 -4.1580
H 28360 -4.1398 -3.5846

SCF = -7.175648
ZPE = 0.025548
Hags = -7.146273
Gagg = -7.171730

SCFprT = -114.528691

Cl
Cl 0.0000 0.0000 0.0000

SCF = -4.785134
ZPE = 0.000000
Hags = -4.782773
Gogs = -4.800168

1
2.6896 0.0647 -1.4432
2.1060 0.0804 -0.5356
0.6059 0.1153  1.7970
1.6681 -1.0984 0.0391
1.7860  1.2842  0.0689
1.0372 1.3042 1.2334
0.9197 -1.0946 1.2015
2.1254 22078  -0.3756
0.5835 -2.0214 1.6407
0.0217  0.1240  2.7050
2.1532 -2.9464 -0.8796
0.7902  2.2452  1.7012

=i NusurfaHONONONO RO RO N =2

SCF = -19.188037
ZPE = 0.087485

Haos = -19.093565
Gags = -19.132361

SCFprT = -529.369533

1-OCH2
2.6882 0.1268 -1.3919
2.1003 0.1361 -0.4865
0.5924 0.1550  1.8393
1.6520 -1.0487  0.0687
1.7885 1.3354  0.1306
1.0353 1.3475  1.2924
0.8993 -1.0490 1.2291
21372  2.2620 -0.3008
0.5546 -1.9790 1.6553
0.0050 0.1575  2.7454
2.1239 -2.8870 -0.8650
0.7940 2.2848 1.7710
2.7964 -5.5610 -2.2869
2.8783 -5.4107 -3.4674
3.1106 -6.2408 -4.1547
2.7285 -4.4347 -3.9556

oo gl N o NONONO RGN @R ==

SCF = -26.366456
ZPE = 0.113945

Hags = -26.240631
Gags = -26.290931

SCFprr = -643.902300

1-Cl
2.6980 0.0318 -1.4434
2.1106  0.0536  -0.5360
0.6082 0.0989  1.7837
1.6766 -1.1393 0.0217
1.7966  1.2613  0.0603
1.0438 1.2886  1.2231
0.9235 -1.1076 1.1855
2.1401 2.1875 -0.3829
0.5838 -2.0363 1.6226
0.0196 0.1132  2.6923
2.1605 -2.9974 -0.8978
2.8235 -5.5429 -2.1580
H 07976 2.2331 1.6904

Q~IZ@mTZaocaacaam

SCF = -23.984788
ZPE = 0.087612

H298 = -23.887877
G298 == -23.932079

SCFprr = -989.660419
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zaoODIZDEZHOOQQOQOQOE

2

0.3580  0.1804
0.2184  0.1663
-0.1387  0.1129
0.3324 -1.0193
-0.0763  1.3350
-0.2562  1.3131
0.1560 -1.0542
-0.1681  2.2660
0.2474 -1.9839
-0.2788  0.1003
0.7837  -2.8069
-0.5581  2.5096
-0.8026  3.4784

SCF = -23.705695

ZPE =
Hags =

G298 -

0.085926
-23.610873
-23.654014

0.0968
1.1667
3.9260
1.8748
1.8411
3.2245
3.2487
1.3020
3.7889
4.9965
0.8404
3.9168
4.4777

SCFprT = -621.639599

2-Cl1
H 03692 0.1548
C 0.2261 0.1469
C -0.1359 0.0948
C 0.3436 -1.0549
C -0.0686 1.3168
C -0.2529 1.3013
C 0.1593 -1.0653
H -0.1597 2.2512
H 0.2506 -1.9992
H -0.2790 0.0859
I 0.7999 -2.8518
Cl 14151 -5.2720
C -0.5534 2.4904
N  -0.7996 3.4638

SCF = -28.514823

ZPE =
Hsgs =
Gaog =

0.086085
-28.417525
-28.465992

0.0934
1.1648
3.9154
1.8553
1.8293
3.2163
3.2340
1.2915
3.7704
4.9877
0.8171
-0.5803
3.9034
4.4645

SCFprT = -1081.943256

ToDaoozZza-IZI@DmIEZaoaoaacaa=

2-OCH2

0.3385  0.2695
0.2013  0.2390
-0.1486  0.1427
0.3116  -0.9615
-0.0848  1.3985
-0.2613  1.3554
0.1378  -1.0135
-0.1729  2.3391
0.2257 -1.9532
-0.2859  0.1137
0.7480 -2.7321
-0.5545  2.5416
-0.7917  3.5034
1.3762  -5.2754
1.4830 -5.1463
1.7091 -5.9928
1.3638 -4.1756

SCF = -30.885211
ZPE = 0.112454

Hags
Goos

-30.759008
-30.813296

0.1354
1.2056
3.9629
1.8902
1.8983
3.2819
3.2646
1.3753
3.7883
5.0336
0.8319
3.9937
4.5702
-0.7112
-1.8927
-2.5609
-2.3994

SCFprr = -736.173371

oozZz~mITIZOOOQOQOQQQOmE

3

0.3710  0.1752
0.2263  0.1611
-0.1436  0.1019
0.3305 -1.0271
-0.0652  1.3295
-0.2486  1.2930
0.1480 -1.0655
-0.1533  2.2702
0.2324 -1.9970
-0.2916  0.1060
0.7769  -2.8099
-0.5539  2.5143
-0.6359  3.5325
-0.7083  2.4422

SCF = -29.644447
ZPE = 0.089623

H2os
Gags

-29.545208
-29.590213

0.0911
1.1600
3.9210
1.8687
1.8358
3.2128
3.2436
1.3140
3.7809
4.9902
0.8352
3.9204
3.2692
5.1197

SCFprr = -733.930604
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3-Cl
0.3667  0.1470  0.0858
0.2254 0.1415 1.1569
-0.1308  0.0856  3.9120
0.3439 -1.0602 1.8513
-0.0679  1.3093  1.8216
-0.2479  1.2862  3.2070
0.1629 -1.0734 3.2323
-0.1634  2.2489  1.2983
0.2559 -2.0077  3.7667
-0.2743  0.0925  4.9821
0.7958 -2.8459  0.8199
1.4133 -5.2669 -0.5792
-0.5497 24826  3.8982
-0.6460 3.5228  3.2529
-0.7028 24323  5.1155

ocoozaQ~IOEZ@Tmaoaacacaandm™

SCF = -34.463682
ZPE = 0.089604

Haos = -34.362089
Gogs = -34.412662

SCFprT = -1194.234679

3-OCH2
0.3315  0.2726  0.1205
0.1977  0.2401  1.1905
-0.1432  0.1314  3.9520
0.3117  -0.9635 1.8730
-0.0878  1.3961  1.8882
-0.2570  1.3359  3.2669
0.1425 -1.0219  3.2496
-0.1823  2.3459  1.3845
0.2337 -1.9636 3.7681
-0.2800 0.1163  5.0225
0.7468 -2.7245 0.8108
-0.5552  2.5417  3.9972
-0.6466  3.5728  3.3656
-0.6964 2.4510  5.1980
1.3637 -5.2364 -0.7076
1.4858 -5.1581 -1.8925
1.7081 -6.0351 -2.5209
1.3854 -4.2082 -2.4406

TTQOoOoOoOZ~ITDEHODOQOQOOQOOQOM

SCF = -36.824870
ZPE = 0.116221

Haos = -36.694221
ngs = -36.750174

SCFprT = -848.464403

afesguNoRoNarfias B NO RO NONONO RGN =)

4

0.3809  0.1645
0.2308  0.1453
-0.1588  0.1025
0.3330 -1.0402
-0.0686  1.3113
-0.2677  1.3081
0.1400 -1.0718
-0.1492  2.2376
0.2193 -2.0002
-0.3104  0.0771
0.7885  -2.8340
-0.5688  2.5788
-1.1567  2.3822
0.3612  3.0584
-1.1112  3.2744

SCF = -22.359294
ZPE = 0.114606

Hgs
Gags

-22.235754
-22.279069

0.0923
1.1610
3.8999
1.8643
1.8423
3.2176
3.2325
1.2921
3.7771
4.9693
0.8304
3.9503
4.8437
4.2574
3.3144

SCFprT = -568.694661

o NopguinloN gl NONONONORONO N ==

4-OCH2

0.3549  0.2084
0.2120  0.1829
-0.1588  0.1250
0.3179  -1.0093
-0.0808  1.3459
-0.2706  1.3350
0.1336  -1.0448
-0.1637  2.2759
0.2154 -1.9771
-0.3031  0.0941
0.7621  -2.7962
-0.5652  2.6013
-1.1764  2.4026
0.3659  3.0598
-1.0813  3.3152
1.4267  -5.4025
1.5161 -5.1720
1.7568  -5.9524
1.3652  -4.1656

SCF = -29.537513
ZPE = 0.141045

H298
G298

-29.382622
-29.437469

0.1132
1.1830
3.9227
1.8753
1.8722
3.2485
3.2453
1.3282
3.7832
4.9931
0.8346
3.9923
4.8696
4.3276
3.3549
-0.7375
-1.9043
-2.6451
-2.3261

SCFprr = -683.227292
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DD ooQ—zomIEZaoaoacaaadm

-1

4-Cl

0.3869  0.1428
0.2365 0.1260
-0.1520  0.0851
0.3467 -1.0742
-0.0645 1.2943
-0.2633  1.2913
0.1490 -1.0837
-0.1483  2.2246
0.2308 -2.0156
-0.3047  0.0619
0.8116 -2.8729
1.4549  -5.3408
-0.5662  2.5653
-1.1557  2.3665
0.3609  3.0522
1139 3.2594

SCF = -27.154445

ZPE =

Hsgs =
Gaog =

0.114735
-27.028444
-27.077337

0.0882
1.1587
3.8889
1.8428
1.8338
3.2088
3.2145
1.2855
3.7564
4.9610
0.8039
-0.6211
3.9449
4.8383
4.2544
3.3096

SCFprT = -1028.984399

mmoOoomomoQZ~-OmImaoacaaaaad

5

1.3338  0.0853
0.7523  0.0951
-0.7429  0.1389
0.3689  -1.0894
0.3899  1.3018
-0.3652  1.3600
-0.3795 -1.0668
0.7043  2.2043
-0.6859 -1.9881
-1.3285 0.1174
0.9249  -2.9435
-0.7025  2.5573
-1.5749  2.5906
-0.4025  3.7946
-2.5522  2.1450
-1.7318  3.6220
-1.1264  2.0554
-0.8902  3.8515
-0.7500  4.6306
0.6760  3.9067

SCF = -28.956859

ZPE =
Hzgs =
Gaos =

0.158324
-28.786779
-28.836075

0.2687
1.1781
3.5025
17777
1.7400
2.9220
2.9391
1.2434
3.4110
4.4061
0.9116
3.4952
4.6430
2.8179
4.4252
4.9490
5.4843
1.8381
3.4199
2.6786

SCFprT = -663.368828

asflasfiasliaslias i o NG AO NN N N No Yo No No Xo X R =2

1.3411
0.7772
-0.6649
0.3794
0.4611
-0.2679
-0.3432
0.7943
-0.6673
-1.2335
0.8525
1.4940
-0.5450
-1.5931
-0.4366
-2.5608
-1.7153
-1.3139
-1.0833
-0.7100
0.5956

5-Cl
0.0665
0.0767
0.1318
-1.1206
1.2877
1.3470
-1.0734
2.1895
-1.9953
0.1076
-2.9795
-5.5495
2.5696
2.5896
3.7702
2.2425
3.6071
1.9618
3.7562
4.6295
3.9096

SCF = -33.746643
ZPE = 0.158588

= -33.574199
= -33.628384

Hos
Gags

0.2763
1.1988
3.5412
1.7670
1.7851
2.9761
2.9461
1.2948
3.4088
4.4581
0.8457
-0.4330
3.6037
4.5972
2.8083
4.2073
4.9671
5.4440
1.9192
3.4200
2.4857

SCFprr = -1123.655214
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5-OCH2
1.3026  0.1200
0.7266  0.1281
-0.7521  0.1699
0.3314 -1.0592
0.3852  1.3344
-0.3606  1.3912
-0.4090 -1.0345
0.7097  2.2374
-0.7257  -1.9565
-1.3325  0.1468
0.8515 -2.9100
-0.6704  2.5895
-1.5727  2.6219
-0.4009  3.8254
-2.5582  2.2115
-1.7044  3.6502
-1.1599  2.0542
-0.9267  3.8820
-0.7224  4.6626
0.6710  3.9363
1.6118 -5.6308
1.5936  -5.4301
1.8280 -6.2148
1.3418  -4.4489

0.2782
1.1915
3.5241
1.7783
1.7677
2.9548
2.9451
1.2781
3.4092
4.4312
0.8922
3.5484
4.6734
2.8550
4.4232
5.0016
5.5108
1.8945
3.4700
2.6738
-0.5383
-1.7137
-2.4526
-2.1469
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SCF = -36.134465
ZPE = 0.184781

-35.933058
-35.993618

SCFprr = -777.901227

afasgNoRON =Rl HONO RO RO RO N @R ==

6

0.2823 0.1634
0.2065  0.1017
0.0105 -0.0531
0.3661 -1.1112
-0.0514  1.2359
-0.1528  1.1734
0.2696 -1.1925
-0.1797  2.1919
0.3945 -2.1388
-0.0607  -0.1407
0.7626  -2.8586
-0.4093  2.3495
-0.5251  2.3572
0.4030  2.0333
-1.3522  1.7251
-0.7289  3.3915

SCF = -26.421687
ZPE = 0.118781

Hos
Gags

-26.293265
-26.337831

0.0856
1.1601
3.9272
1.8094
1.8988
3.2910
3.1835
1.4167
3.6872
4.9996
0.6816
3.9183
5.3215
5.8030
5.6598
5.5933

SCFprT = -643.925421

DD mQo~mEmIEaaaaaam

SCF
ZPE

6-Cl

0.2961  0.1398
0.2144  0.0816
0.0045 -0.0643
0.3681 -1.1444
-0.0408  1.2226
-0.1479  1.1586
0.2606 -1.2023
-0.1620  2.1817
0.3784 -2.1519

-0

.0724  -0.1503

0.7629  -2.9057
1.3036  -5.3219

-0
-0

-1
-0

4044 2.3560
5194 2.3430
0.4059  2.0046
3491 1.7088
7178 3.3741
-31.217526
0.118854

0.0812
1.1572
3.9145
1.7881
1.8893
3.2770
3.1656
1.4073
3.6684
4.9888
0.6602
-0.8718
3.9149
5.3106
5.7918
5.6445
5.6036

Haos
Goos

= -31.086682
= -31.136636

SCFprT = -1104.214818

mmoommEmaoo~OmEmEHQQOHm

6-OCH2
0.2829  0.1814
0.2024 0.1184
-0.0054 -0.0383
0.3461 -1.0997
-0.0448  1.2549
-0.1519  1.1908
0.2430 -1.1785
-0.1601  2.2134
0.3550 -2.1276
-0.0815 -0.1269
0.7252  -2.8479
-0.3972  2.3707
-0.5173  2.3753
0.4052  2.0387
-1.3529  1.7517
-0.7098  3.4110
1.2862 -5.3915
1.3494  -5.1146
1.5462  -5.8696
1.2159  -4.0876

SCF = -33.600005
ZPE = 0.145231

= -33.440233
= -33.496168

H298
G298

0.1109
1.1853
3.9498
1.8294
1.9243
3.3155
3.2037
1.4438
3.7056
5.0219
0.7057
3.9450
5.3471
5.8310
5.6812
5.6221
-0.9913
-2.1498
-2.9288
-2.5249

SCFprr = -758.458051

afurgaNORONE RN O NORONONON @R ==

1.6286
0.8503
-1.1449
0.2864
0.4158
-0.5851
-0.7129
0.8695
-1.1523
-1.9224
0.9570
-1.2221
-0.2793
-0.6553
-0.4620
0.7781

7
0.2683
-0.0367
-0.8119
-1.2944
0.8427
0.4608
-1.6889
1.8189
-2.6715
-1.1040
-2.6328
1.4882
3.0311
3.6824
3.4810
2.8397

SCF = -25.596423

171

1.3726
2.0551
3.8084
1.9616
3.0316
3.9151
2.8361
3.0868
2.7617
4.4974
0.4646
5.1982
5.0389
5.8219
4.0674
5.1964
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ZPE = 0.115379

Hags = -25.470633

Goos = -25.517153

SCFprT = -966.890604

7-Cl

H 1.0936 04294 0.7798
C 04794 0.1476  1.6235
C -1.0964 -0.5856 3.7793
C 0.2648 -1.1975 1.8912
C -0.0866 1.1236  2.4202
C -0.8636 0.7530  3.5069
C -0.5324 -1.5534 2.9697
H 0.0737r 21713  2.2039
H -0.7070 -2.5995 3.1782
H -1.7146 -0.8595 4.6226
I 1.1600 -2.6923 0.6691
Cl 23960 -4.7137 -0.9742
S -1.5624 2.0101  4.5708
C -0.0246 2.5573  5.3827
H -0.2937 3.3569  6.0653
H 06728 29197 4.6331
H 04072 17233 5.9291

SCF = -30.395290
ZPE = 0.115203

= -30.267098
= -30.319721

Hos
Gags

SCFprr = -1427.183174

sl oRORRufNOROR R R RO NONONONO RO ==!

7-OCH2
1.8647  0.1704
1.0094 -0.0987
-1.1798  -0.7821
0.4365 -1.3506
0.4888  0.8201
-0.6096  0.4834
-0.6605 -1.6964
0.9529  1.7903
-1.1078  -2.6743
-2.0336 -1.0385
1.2420 -2.7476
-1.3637  1.5641
-0.3587  3.0737
-0.7962  3.7521
-0.4182  3.5096
0.6682  2.8520
24075 -4.7493
2.1245 -4.4340
2.4450 -5.0174
1.5243  -3.5399

1.6146
2.2158
3.7608
2.0963
3.1105
3.8894
2.8688
3.1854
2.7770
4.3692
0.7322
5.0633
4.9834
5.7093
3.9903
5.2593
-1.3253
-2.4404
-3.3192
-2.6726

SCF = -32.774900
ZPE = 0.141841

Haos = -32.617744
Gogs = -32.675672

SCFprr = -1081.423433

8
0.5150  0.1761
0.3089  0.1498
-0.2215  0.0733
0.3376  -1.0482
0.0127  1.3179
-0.2521  1.2765
0.0750  -1.0959
-0.0141  2.2598
0.1000 -2.0344
-0.4279  0.0477
0.7896  -2.8328
-0.5678  2.5667
-0.8342  2.4099
0.4490  3.4445
-1.6345 3.1854

HHHOQ~DODEODTZDOQOOQOOQOQQQm

SCF = -35.036798
ZPE = 0.090785

Hzgg = -34.935125
Gags = -34.983241

0.1196
1.1780
3.9086
1.8726
1.8548
3.2187
3.2308
1.3287
3.7620
4.9673
0.8405
3.9223
5.2244
3.8426
3.3847

SCFprr = -866.541419

8-Cl
0.5401  0.1538
0.3248  0.1317
-0.2251  0.0520
0.3501 -1.0838
0.0291  1.3009
-0.2470  1.2621
0.0727  -1.1095
0.0089  2.2476
0.0919 -2.0536
-0.4401  0.0273
0.8083  -2.8804
1.4235 -5.2886
-0.5634  2.5417
-0.8141  2.4043
0.4361  3.4511
-1.6481  3.1691

HOTHQA~RZEOHDIZOQOQQQQQE

SCF = -39.847827
ZPE = 0.090831

Hzgg = -39-743790
Gogs = -39.797087

172

0.1188
1.1771
3.8954
1.8505
1.8459
3.2107
3.2113
1.3245
3.7359
4.9539
0.8117
-0.5789
3.9091
5.2228
3.8232
3.3960
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SCFprpT = -1326.841150

8-OCH2
0.5141  0.2686  0.1466
0.3025  0.2230  1.2035
-0.2412  0.0963  3.9279
0.3180 -0.9919  1.8698
0.0142 1.3802 1.9012
-0.2571  1.3141  3.2629
0.0478 -1.0602  3.2263
-0.0012  2.3335  1.3950
0.0620 -2.0103  3.7373
-0.4526  0.0515  4.9850
0.7585 -2.7572  0.8115
-0.5666  2.5912  3.9895
-0.8053 24177 5.2953
0.4408  3.4801  3.9009
-1.6497  3.2109  3.4832
1.3951 -5.2867 -0.7070
1.4963 -5.1850 -1.8919
1.7297  -6.0451 -2.5397
1.3643 -4.2284 -2.4213

=N ONORC RSN NN Nl NO RO NONO RO N@ R ==

SCF = -42.216746
ZPE = 0.117339

Haos = -42.083690
Gogg = -42.142781

SCFprT = -981.074809

9
H 03548 0.1725 0.0957
C 02172 0.1568 1.1656
C -0.1371 0.1155 3.9226
C 03313 -1.0267 1.8745
C -0.0761 1.3294 1.8383
C -0.2510 1.2992 3.2121
C  0.1563 -1.0556 3.2474
H -0.1676 2.2582 1.2968
H 0.2466 -1.9815 3.7939
H -0.2757 0.1057 4.9926
I 07796 -2.8177 0.8445
Br -0.6547 29117 4.1394

SCF = -22.766981
ZPE = 0.077382

Hags = -22.681092
Gagg = -22.724374

SCFprT = -3102.870986

9-OCH2
0.3209  0.2527  0.1345
0.1935 0.2208  1.2056
-0.1345 0.1380  3.9633
0.3090 -0.9771  1.8907
-0.0871  1.3847  1.8984
-0.2487  1.3329  3.2728
0.1462 -1.0227  3.2652
-0.1788 23228  1.3731
0.2370 -1.9582  3.7954
-0.2628  0.1120  5.0344
0.7380 -2.7515 0.8350
-0.6347 29344  4.2301
1.3750  -5.2978 -0.7072
1.4862 -5.1514 -1.8862
1.7286  -5.9854 -2.5644
1.3535 -4.1762 -2.3807

CmaoP~mEmaaacaacaadm

SCF = -29.946372
ZPE = 0.103901

Haos = -29.829099
Gags = -29.883589

SCFprT = -3217.404156

9-Cl
H 03540 0.1463  0.0902
C 0.2188 0.1342 1.1621
C -0.1267 0.0956  3.9129
C 0.3449 -1.0633 1.8525
C -0.0767 1.3100 1.8272
C -0.2459 1.2740  3.1992
C 01693 -1.0693 3.2293
H -0.1741 2.2412  1.2875
H 02657 -1.9980 3.7732
H -0.2627 0.0884  4.9850
I 08015 -2.8677 0.8143
Cl 1.4186 -5.2805 -0.5821
Br -0.6553 2.8969 4.1343

SCF = -27.574508
ZPE = 0.077557

H298 = -27.486105
G298 == -27.534690

SCFprr = -3563.168055
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10 10-Cl
C 0.2295 -0.0235 1.1347 C 0.2258 -0.0232
C -0.1343 0.0056  3.9261 C -0.1300 0.0051
C 0.1326 -1.2247 1.8439 C 0.1346 -1.2188
C 0.1446 1.1922  1.8203 C 0.1359 1.1868
C -0.0369 1.2079  3.2129 C -0.0401 1.2102
C -0.0489 -1.2113 3.2366 C -0.0414 -1.2142
I 05013 -0.0453 -0.9521 I 04879 -0.0444
C 02140 -2.4782 1.1850 Cl 0.8165 -0.0716
N 0.2778 -3.4960 0.6667 C 0.218 -2.4690
C -0.1457 -2.4361 3.9455 N 0.2797 -3.5107
N -0.2241 -3.4224 4.5193 C -0.1301 -2.4312
C -0.3175 0.0203 5.3319 N -0.2028 -3.4169
N -0.4654 0.0321 6.4660 C -0.3064 0.0191
C -0.1216 2.4472  3.8977 N -0.4502 0.0304
N -0.1902 3.4453  4.4521 C -0.1276 2.4412
C 02382 24317 1.1370 N -0.1992 3.4384
N 03121 3.4385  0.5988 C 0.2212 2.4236
N 0.2836  3.4556
SCF = -41.745965
ZPE = 0.079141 SCF = -46.591291
Ha9s = -41.649967 ZPE = 0.078501
ngs = -41.710242 H298 = -46.493372
Gogs = -46.559951

SCFprT = -990.670765

1.1023
3.9182
1.8299
1.8059
3.1990
3.2232
-1.0173
-3.7336
1.1747
0.6996
3.9338
4.5151
5.3160
6.4543
3.8852
4.4468
1.1260
0.6303

SCFprr = -1451.007808

1.1655
3.9384
1.8761
1.8524
3.2332
3.2570
-0.9075
1.2324
3.9249
5.2576
3.8781
1.1858

10-OCH2
C 0.2055 -0.2372 1.0296 11
C -0.1112 0.0391  3.8178 C 0.2163 -0.0250
C 0.1195 -1.3686 1.8473 C -0.1317 0.0092
C 0.1327 1.0328 1.6124 C 0.1054 -1.2131
C -0.0249 1.1743  3.0000 C 0.1517 1.1804
C -0.0383 -1.2341 3.2359 C -0.0214 1.2053
I 04410 -0.4305 -1.0472 C -0.0680 -1.2039
C 0.1893 -2.6723 1.2942 I 0.4763 -0.0505
N 0.2440 -3.7305 0.8623 F 0.1653 -2.3753
C -0.1242 -2.3909 4.0514 F  -0.1728 -2.3506
N -0.1935 -3.3235 4.7102 F -0.2973 0.0255
C -0.2705 0.1777  5.2188 F -0.0814 2.3681
N -0.3993 0.2906  6.3500 F 0.2563 2.3264
C -0.0970 2.4692 3.5726
N -0.1549 3.5151 4.0326 SCF = -40.273980
C 0.2165 2.1997 0.8119 ZPE = 0.046778
N 0.2834 3.1459 0.1715 Hags = -40.215471
O 0.7572 -0.4466 -3.8739 Gags = -40.265017
C 0.8044 0.6060 -4.4391
H 09251 0.6761 -5.5301 SCFprT = -1025.700673
H 0.7311 1.5692 -3.9114

SCF = -48.931087
ZPE = 0.106046

Haos = -48.803600
Gogs = -48.873867

SCFprr = -1105.210110
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11-1
0.0060  0.0039
0.0215  0.0300
0.0382  -1.2069
-0.0183  1.2177
-0.0103  1.2319
0.0451 -1.1665
0.0731 -3.0431
0.0756  -2.3168
0.0290 0.0424
-0.0333  2.4025
-0.0492  2.3820
-0.0023  0.0137
0.1318 -5.7061

=000 00a0

SCF = -44.395871

11-F
0.0075  -0.0007
0.0191  0.0307
0.0363 -1.2199
-0.0153  1.2140
-0.0096  1.2338
0.0414 -1.1661
0.0763 -3.0798
0.0689 -2.3102
0.0247  0.0450
-0.0316  2.4072
-0.0432  2.3792
0.0012  0.0179
0.1131  -5.0725

SRS Ec RS RSO N_NONONONONONS!

SCF = -45.274458

11-OCH2
0.0003 -0.1297
-0.0003  -0.0943
-0.0003 -1.3323
0.0006  1.0875
0.0003  1.1053
-0.0006 -1.3019
-0.0011  -2.4456
-0.0005 -0.0821
0.0006  2.2662
0.0012  2.2330
0.0006 -0.1415
-0.0005 -3.1452
-0.0013  -5.5248
-0.0001  -5.3684
-0.0001  -6.2173
0.0011  -4.3724

==RNoNOR NN RO RO RO NoNoNoNONONe!

SCF = -47.458283
ZPE = 0.073648

1.1262
3.8851
1.7989
1.7970
3.1871
3.1839
0.7500
3.8790
5.2324
3.8534
1.1194
-0.2181
-0.7613

1.1285
3.8833
1.7948
1.7970
3.1871
3.1834
0.7445
3.8893
5.2327
3.8530
1.1169
-0.2159
-0.3932

1.1065
3.8776
1.7994
1.7785
3.1708
3.1869
3.8694
5.2108
3.8240
1.0960
-0.2271
0.7665
-0.8218
-2.0072
-2.7074
-2.4753

Haos
Goos

= -47.368350
= -47.427876

SCFprT = -1140.236384

asiias e @EON NSNS R RN NONONONONONO)

11-OMe
0.0600 0.1627
-0.0220 0.1264
0.0933 -1.0751
-0.0119  1.3619
-0.0537  1.3461
0.0503 -1.0516
0.1955 -2.9942
0.0789  -2.2095
-0.0623  0.1086
-0.1241  2.5021
-0.0420  2.5458
0.0985  0.2228
0.2954  -4.9444
0.2886  -4.8368
0.3539  -5.8440
1.1403 -4.2483
-0.6322  -4.3633

SCF = -48.235221

QmMmmEE—-QaaaaQa

0.2187
-0.1276
0.1038
0.1551
-0.0153
-0.0673
0.4840
0.1580
-0.1759
-0.2933
-0.0733
0.2603
0.8188

11-Cl
-0.0258
0.0102
-1.1995
1.1665
1.2010
-1.1985
-0.0534
-2.3828
-2.3540
0.0275
2.3739
2.3332
-0.0883

SCF = -45.105452
ZPE = 0.046549

H298 = -45.044786
G298 - -45099774

1.2406
3.9897
1.8704
1.9356
3.3245
3.2586
0.6807
3.9438
5.3404
4.0193
1.2847
-0.1040
-0.4695
-1.8326
-2.2748
-2.2216
-2.2215

1.1276
3.9205
1.8593
1.8351
3.2123
3.2368
-1.0141
1.2288
3.9206
5.2569
3.8723
1.1806
-3.7165

SCFprr = -1486.013541
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11-Br
C 0.0058 0.0047
C 0.0216 0.0288
C 0.0387 -1.2079
C -0.0190 1.2179
C -0.0109 1.2316
C 0.0458 -1.1671
I 0.0735 -3.0481
F  0.0769 -2.3174
F  0.0293 0.0402
F  -0.0344 2.4017
F  -0.0506 2.3826
F  -0.0027 0.0162
Br 0.1302 -5.5258

SCF = -44.663426

11-DMF
0.0916  0.5840
0.6839  -0.0419
0.2409 -0.7481
0.2333  1.6042
0.5312  1.2899
0.5375 -1.0461
0.6858  -2.3189
0.9699  -0.3489
0.6699  2.2610
0.0858  2.8799
-0.1939  0.8940
0.0201 -2.2622
-0.2529  -4.3170
-0.4510 -4.7537
-0.4994 -5.8421
-0.6305 -4.0462
-0.6052 -2.6027
0.1924  -2.2350
-0.4276 -2.2664
-1.5593 -2.2063
-0.8584  -4.6620
-0.0737  -4.3714
-1.8209 -4.3420
-0.8600 -5.7454

ToDETCToEEEDQZzEQOoO~"MHdmHmH QOO

SCF = -57.271877
ZPE = 0.146854

Hags = -57.104950
ngg = -57.172727

1.1261
3.8848
1.7972
1.7977
3.1880
3.1828
0.7480
3.8779
5.2321
3.8551
1.1208
-0.2181
-0.6642

2.2081
4.8391
2.5661
3.1414
4.4642
3.8885
4.2578
6.1064
5.3685
2.7753
0.9404
1.1514
-0.5960
-1.7149
-1.8928
-2.8292
-2.8187
-3.4667
-1.8002
-3.1703
-4.1106
-4.8134
-4.5167
-4.0126

11-NH3
0.1960 -0.0261
-0.1426  0.0104
0.0958 -1.2085
0.1246  1.1748
-0.0434  1.2049
-0.0726  -1.2022
0.4516 -0.0492
0.1620 -2.3751
-0.1670 -2.3515
-0.3039  0.0279
-0.1099 2.3715
0.2189  2.3241
0.7893  -0.0888
1.7634  0.0608
0.2346  0.6442
0.4959 -0.9829

IS zEmHEEE Qa0

SCF = -44.714155
ZPE = 0.082172

Hags = -44.616322
Gogs = -44.673968

12
0.5649 -0.2794
-0.0085 0.5786
0.2455 -1.1920
0.5919  1.0709
0.3075  1.5153
-0.0436 -0.7783
0.9974 -0.9264
-0.5228 -2.1730
0.3543  3.5569
-0.2833  0.9898
0.2158 -2.4895
0.8964  1.9572

SRR RSN O NONO RO NGNS

SCF = -38.449249
ZPE = 0.042514

Haygs = -38.393484
Gogs = -38.448695

1.2836
4.0604
2.0012
1.9733
3.3528
3.3810
-0.7902
1.3561
4.0538
5.3840
3.9985
1.3012
-3.5581
-3.7852
-3.9801
-3.9286

1.0920
3.6682
2.0874
1.4108
2.6943
3.3800
-0.8507
4.8651
3.1520
4.9028
1.7965
0.4670

SCFprr = -1421.299171
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12-Cl
0.5728 -0.2887  1.0580
-0.0057 0.5723  3.6537
0.2510 -1.1861 2.0633
0.5952  1.0547  1.3968
0.3117 14999  2.6763
-0.0383 -0.7788  3.3541
1.0210 -0.9586 -0.9630
1.5788 -1.7939 -3.4831
-0.5238 -2.1750  4.8567
0.3562  3.5526  3.1531
-0.2838 0.9861  4.9012
0.2149 -2.4971 1.7901
0.9005 1.9652  0.4628

HEE—-—~Q~0aaaaan

SCF = -43.282051
ZPE = 0.042373

Hags = -43.224008
Gogs = -43.284698

SCFprpT = -1881.611054

12-OCH2
0.5204 -0.4158 1.0136
0.0428  0.6020  3.5550
0.2296 -1.2601  2.0747
0.5663  0.9492  1.2540
0.3307  1.4744  2.5156
-0.0114 -0.7688  3.3495
0.8815 -1.1777 -0.8988
-0.4481 -2.0682  4.9330
0.4071  3.5410  2.8478
-0.1860 1.0900  4.7730
0.1807 -2.5741 1.8643
0.8440 1.7761  0.2457
1.3975 -2.1029 -3.5723
1.5895 -1.2849 -4.4223
1.7959 -1.5654 -5.4664
1.5737 -0.2028 -4.2219

=R NoNORSESEC RN R NoNoNoNONON®!

SCF = -45.632880
ZPE = 0.069333

Hzgs = -45.545684
Gogs = -45.610944

SCFprT = -1535.834483

13
C -0.0011 -0.0040 1.1556
I -0.0038 -0.0160 -1.0141
Br -0.9344 -1.5672 1.8268
Br 1.8237 -0.0258 1.8149
Br -0.8903 1.5920 1.8092

SCF = -18.156262
ZPE = 0.005705

Hags = -18.142251
Gags = -18.186809

SCFprr = -8058.046574

13-OCH2
C 0.0004 0.0289 0.9519
I 00014 -0.2678 -1.1755
Br -0.9373 -1.4352 1.8307
r 18311 0.1006 1.6156
r -0.8933 1.7045 1.3887
O -0.0005 -0.6250 -3.9457
C -0.0021 0.3025 -4.7017
H -0.00564 0.1597 -5.7924
H -0.0005 1.3484 -4.3622

SCF = -25.343253
ZPE = 0.032678

H298 - -25.297745
Gags = -25.352452

SCFprT = -8172.582582

13-Cl
C -0.0001 -0.0037 1.1724
I -0.0025 -0.0182 -1.2651
Cl -0.0047 -0.0333 -3.8483
Br -0.9311 -1.5685 1.8914
Br 1.8250 -0.0219 1.8798
Br -0.8923 1.5917 1.8728

SCF = -23.008001
ZPE = 0.005954

Haos = -22.991269
Gags = -23.041526

SCFprT = -8518.363696

14
C -0.0003 -0.0020 1.1430
I 0.0063 -0.0198 -1.0126
F -0.6274 -1.0651 1.6139
F 12351 -0.0064 1.6110
F -0.6130 1.0772  1.5963

SCF = -20.139653
ZPE = 0.012849

Ha9s = -20.120922
ngg = -20.157154
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SCFprT = -635.408207

ZPE = 0.120113
H29s = -16.846400

14-Cl1
C -0.0005 -0.0028 1.0863
I 0.0008 -0.0191 -1.1505
Cl 0.0017 -0.0385 -3.8834
F-0.6287 -1.0727 1.6221
F 12432 -0.0060 1.6152
F  -0.6166 1.0817 1.6068

SCF = -24.970571
ZPE = 0.012690

Hoos = -24.949572
ngs = -24.991718

SCFprT = -1095.717206

14-OCH2
C -0.0001 0.0606  0.9077
I 0.0001 -0.2566 -1.2123
F  -0.6246 -0.9247 1.5403
F 12381 0.1274  1.3823
F  -0.6140 1.1964 1.2212
O -0.0006 -0.6519 -4.0441
C 0.0039 0.2786 -4.7950
H 0.0030 0.1449 -5.8875
H 0.0095 1.3231 -4.4498

SCF = -27.324206
ZPE = 0.039578

Hags = -27.274136
Gags = -27.321141

SCFprT = -749.943249

SCF = -16.974358

15
C 0.0033 -0.0003 1.1612
I 0.0135 0.0013 -1.0536
C -0.7227 -1.2539 1.6153
H -0.2195 -2.1510 1.2596
H -1.7489 -1.2676 1.2533
H -0.7444 -1.2836 2.7051
C 14485 -0.0009 1.6262
H 19761 -0.8838 1.2706
H 14768 -0.0017 2.7162
H 19764 0.8824 1.2719
C -0.7223 1.2529 1.6171
H -0.2187 2.1503 1.2628
H -0.7439 1.2810 2.7070
H -1.7485 1.2674 1.2551

Goags = -16.885818

SCFprr = -455.552568
15-Cl
C -0.0002 -0.0041 1.1136
I -0.0003 -0.0176 -1.1002
Cl -0.0005 -0.0357 -4.0256
C -0.7222 -1.2503 1.5974
H -0.2211 -2.1471 1.2354
H -1.7474 -1.2648 1.2299
H -0.7481 -1.2883 2.6910
C 1.4426 -0.0019 1.5897
H 19658 -0.8859 1.2275
H 14943 0.0048 2.6830
H 19667 08770 1.2167
C -0.7209 1.2486  1.5820
H -0.2189 2.1404 1.2090
H -0.7467 1.3001 2.6750
H -1.7461 1.2597 1.2144

SCF = -21.766707
ZPE = 0.120118

= -21.636405
= -21.681564

H298
G298

SCFprr = -915.833572

SCF = -24.152160
ZPE = 0.146549
H29s = -23.992852

178

15-OCH2
C -0.0003 -0.0444 1.0103
I -0.0010 -0.3176 -1.1763
C -0.7242 -1.2303 1.6239
H -0.2240 -2.1650 1.3774
H -1.7524 -1.2873 1.2714
H -0.7400 -1.1268 2.7095
C 14461 0.0107 1.4705
H 19719 -0.9090 1.2212
H 14802 0.1415  2.5527
H 19732 0.8439 1.0092
C -0.7224 1.2559 1.3186
H -0.2194 21031 0.8560
H -0.7403 1.4163 2.3971
H -1.7499 1.2281 0.9607
O 0.0021 -0.7176 -4.2918
C 0.0013 0.3465 -4.8307
H 0.0065 0.4541 -5.9283
H -0.0046 1.2963 -4.2731
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Gogs = -24.044058

SCFprT = -570.083699

16
C -0.0009 -0.0048
I 0.0023 -0.0156
C -0.6902 -1.1948
N -1.2328 -2.1319
C 13754 -0.0027
N 24590 -0.0013
C -0.6897 1.1900
N -1.2324 2.1307

SCF = -20.985616
ZPE = 0.031862

Hags = -20.944489
Gags = -20.988596

1.1418
-1.0741
1.5967
1.9530
1.5935
1.9473
1.5844
1.9310

SCFprT = -614.327992

16-OCH2
0.0009 -0.0272
0.0109 -0.3028
-0.6922  -1.1529
-1.2431 -2.0481
1.3754  0.0272
2.4671  0.0710
-0.6861  1.2122
-1.2307  2.1955
0.0222  -0.5943
0.0047  0.3448
0.0094  0.2194
-0.0171  1.3855

TTDQoZazaza~QAQ

SCF = -28.172456
ZPE = 0.058831

Hy9s = -28.099825
Gags = -28.154158

1.0660
-1.1367
1.6470
2.0903
1.5054
1.8337
1.3431
1.5390
-3.9003
-4.6412
-5.7337
-4.2860

SCFprT = -728.869175

16-Cl1
C -0.0005 -0.0036
I 0.0003 -0.0145
-0.0003  -0.0257
-0.6902 -1.1986
-1.2580 -2.1764
1.3803 -0.0018
2.5117  -0.0027
-0.6907  1.1934
-1.2587  2.1728

Z0Z2020aQ

1.4023
-1.2692
-3.7827

1.6739

1.8843

1.6690

1.8753

1.6638

1.8659

SCF = -25.851806
ZPE = 0.032209

Hoos = -25.807863
Gogs = -25.857773

SCFprr = -1074.688164

17
0.0895 -1.3315 -1.5148
-0.6221 -0.3895 0.1271
0.0667 -0.3760  1.3207
-1.8267 0.2800  0.1238
1.1243 -0.9081 1.4934
-2.5468  0.3650 -0.8279
-2.0142  0.8457  1.5156
-2.1231  1.9285  1.4449
-2.9404 0.4506  1.9347
-0.7728  0.4182  2.2989
-0.1859  1.2624  2.6626
-1.0055 -0.2125  3.1577

TEQETETQOoOo Oz~

SCF = -25.488585
ZPE = 0.078450

Ha9s = -25.401500
ngs = -25.444297

SCFprr = -657.805390

17-Cl
I 0.1805 -1.4282 -1.7068
Cl 1.0979 -2.6243 -3.8094
N -0.6174 -0.3874 0.1226
C 0.0491 -0.3526 1.2958
C -1.8039 0.2559  0.1414
O 11250 -0.8522 1.5292
O -2.5801 0.3646 -0.7791
C -2.0275 0.8458  1.5450
H -2.1486 1.9264 1.4580
H -29500 04346 1.9573
C -0.7858 0.4378  2.3188
H -0.1981 1.2854  2.6738
H -0.9993 -0.2066 3.1727

SCF = -30.330931
ZPE = 0.078964

Hy9s = -30.241049
Gags = -30.289256

SCFprr = -1118.135961
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17-OCH2
0.4244 -1.2697 -1.4892
-0.4429 -0.3767 0.1076
0.0870 -0.4339 1.3716
-1.6099  0.3323 -0.0079
1.1003 -1.0082  1.6563
-2.2081 0.4846 -1.0374
-1.9598  0.8535  1.3727
-2.0226  1.9417  1.3353
-2.9439 04776  1.6546
-0.8416  0.3483  2.2824
-0.2779  1.1531  2.7554
-1.1988 -0.3114  3.0739
1.4636 -2.4134 -3.7514
0.8705 -2.2278 -4.7746
1.2187 -2.6513 -5.7281
-0.0499 -1.6291 -4.8270

mEmaoomEmamEmaooaaz—

SCF = -32.675901
ZPE = 0.105731

Haos = -32.557205
Gags = -32.609513

SCFprT = -772.345395

18
I -0.0010 0.0064 -0.8257
C 0.0010 -0.0624 1.2807
H 0.0051 09167 1.7283
C -0.0007 -1.1834 1.9669
H 0.0011 -1.1640 3.0446
H -0.0054 -2.1534 1.5002

SCF = -9.578465
ZPE = 0.040758
Haos = -9.532995
Gags = -9.565176

SCFprT = -375.664867

18-OCH2
-0.0010 -0.3326 -1.1150
0.0015 -0.0492  0.9702
0.0049 0.9888  1.2573
-0.0009 -1.0401 1.8346
0.0006 -0.8465 2.8952
-0.0044 -2.0733 1.5319
-0.0067 -0.6453 -4.2053
-0.0039  0.4161 -4.7495
-0.0075  0.5181 -5.8472
0.0026  1.3690 -4.1969

TTQoOTKEQE@m Q-

SCF = -16.756888

ZPE = 0.067241
Hags = -16.680052
Gags = -16.724848

SCFprr = -490.197617

18-Cl
I -0.0026 -0.0064 -0.9033
Cl -0.0066 0.1120 -3.8573
C 0.0003 -0.0607 1.2178
H 0.0018 09104 1.6924
C 0.0004 -1.1694 1.9314
H 0.0013 -1.1607 3.0135
H -0.0021 -2.1406 1.4638

SCF = -14.373054
ZPE = 0.040937

Hags = -14.325145
Gogs = -14.363377

SCFprr = -835.953134

19
I -0.0023 -0.0350 -0.8354
C 0.0015 -0.0586 1.25564
H 0.0048 0.9205 1.7063
C -0.0007 -1.1789 1.9703
H -0.0046 -2.1634 1.5223
C 0.0018 -1.1419 3.3791
N 0.0033 -1.1252 4.5250

SCF = -14.096079
ZPE = 0.039641

Hags = -14.049981
Gagg = -14.087016

SCFprr = -467.933516

19-Cl1
I -0.0030 -0.0335 -0.8987
Cl -0.0074 0.0106 -3.7649
C 0.0002 -0.0518 1.2100
H 0.0022 09142 1.6960
C -0.0001 -1.1708 1.9431
H -0.0020 -2.1479 1.4767
C 0.0021 -1.1451 3.3413
N 0.0040 -1.1122 4.4931

SCF = -18.907980
ZPE = 0.039841

Hags = -18.859419
Gags = -18.901928
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SCFppr = -928.240286

19-OCH2
-0.0083 -0.3622 -1.0502
-0.0022  -0.1280 1.0239
-0.0014 0.8964 1.3604
0.0005 -1.1519 1.8728
-0.0003 -2.1826  1.5448
0.0046 -0.9461 3.2657
0.0079  -0.7878  4.4014
-0.0168 -0.6407 -4.0522
-0.0035 0.3651  -4.6949
-0.0049  0.3606 -5.7965
0.0110  1.3660 -4.2355

TTQoOZzmaQEQH

SCF = -21.276307
ZPE = 0.066210

Hy9s = -21.198811
ngg = -21.247453

SCFprr = -582.468113

20
0.0392  0.0068 -0.8779
-0.2838 -0.1002  1.2035
-0.6356 0.8204  1.6271
-0.0104 -1.2142 1.8818
0.3385 -2.0904 1.3525
-0.0708 -1.3762  3.2387
-0.2458 -2.7097  3.7606
0.2744  -3.4243  3.1258
-1.3038 -2.9968  3.8165
0.1798  -2.7626 4.7638
-0.6144 -0.3159  4.0504
-0.1060 0.6184  3.8144
-0.4391 -0.5488  5.0995
-1.6922 -0.1801  3.8957

momomommomaoazomama-

SCF = -19.352139
ZPE = 0.112505

Hags = -19.230652
Gagg = -19.273535

SCFprT = -509.669535

20-Cl1
I -0.0328 -0.0151 -0.9264
Cl 0.2778 0.1476 -3.8813
C -0.2796 -0.1172 1.1831
H -0.6987 0.7675 1.6327
C 0.0767 -1.1872 1.8762
H 04897 -2.0442 1.3608
N 0.0553 -1.3573  3.2692
C -0.2781 -2.6883 3.7184
H 02681 -3.4178 3.1228
H -1.3541 -2.9094 3.6378
H 0.0175 -2.7998 4.7645
C -0.5730 -0.3172 4.0445
H -0.1152 0.6387  3.7950
H -04062 -0.5171 5.1045
H -1.6574 -0.2446 3.8683

SCF = -24.139611
ZPE = 0.112594

Hags = -24.015868
Gags = -24.063871

SCFprr = -969.953493

20-OCH2
0.0457 -0.3843 -1.0930
-0.2610 -0.2744  0.9888
-0.6005 0.6860  1.3261
0.0013 -1.3182 1.7732
0.3376  -2.2462 1.3313
-0.0510 -1.3473  3.1426
-0.2570 -2.6221  3.7859
0.2517 -3.4032  3.2242
-1.3211  -2.8822  3.8610
0.1622 -2.5895 4.7927
-0.5847 -0.2082  3.8470
-0.0691  0.6940  3.5197
-0.4092 -0.3386  4.9138
-1.6621 -0.0788  3.6813
0.4492 -0.5215 -4.2481
0.2207 0.5689 -4.6731
0.2815 0.8110 -5.7476
-0.0672  1.4125 -4.0257

mEmoommmaomEmmaozmamaH

SCF = -26.529656
ZPE = 0.138881

Hags = -26.376854
ngs = -26.431376

SCFprr = -624.201804
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21
I 0.0000 0.0000 -0.5548
C -0.0000 -0.0000 1.4630
H 0.0000 0.0000 3.7098
C -0.0000 0.0000 2.6604

SCF = -8.511802
ZPE = 0.017915
Hy9s = -8.489066
Gogs = -8.519072

SCFprT = -374.405451

21-Cl
I 0.0218 -0.0534 -0.8307
Cl 03216 -0.1523 -3.7317
C -0.1897 0.0162 1.2134
H -04218 0.0923 3.4527
C -0.3134 0.0569 2.4074

SCF = -13.314043
ZPE = 0.018136

H298 = -13288798
Gogs = -13.324668

SCFprT = -834.711369

21-OCH2
0.0423 -0.4114 -0.9874
-0.1672 -0.0032  0.9800
-0.4005 0.4486  3.1688
-0.2916  0.2377  2.1467
0.3400 -0.8291 -3.9510
0.3005 0.1796 -4.5869
0.3998  0.1899 -5.6840
0.1624  1.1707 -4.1258

TDmQoaQE Q-

SCF = -15.691704
ZPE = 0.044458

Hy9s = -15.638068
G298 = -15.680867

SCFprT = -488.941514

22
I 0.0000 -0.0000 -1.2783
C -0.0000 0.0000 0.7246
C -0.0000 0.0000 1.9345
C -0.0000 0.0000  3.2953
N 0.0000 -0.0000 4.4441

SCF = -13.031866

ZPE = 0.017493
H29s = -13.007785
Gags = -13.042763

SCFprr = -466.674402

22-OCH2
0.0137  -0.4057 -0.9039
-0.1829 -0.1107  1.0693
-0.3016  0.0689  2.2607
-0.4349 0.2726  3.5984
-0.5467  0.4464  4.7293
0.2973 -0.7302 -3.7923
0.2939 0.2231 -4.5113
0.4038  0.1357 -5.6031
0.1813  1.2529 -4.1369

TEZQozaaaH

SCF = -20.214010
ZPE = 0.044112

Hzgs = -20.158993
G298 - -20206172

SCFprr = -581.212696

22-Cl1
I 0.0202 -0.05613 -0.8098
Cl 0.3093 -0.1457 -3.6059
C -0.1903 0.0164 1.2210
C -0.3157 0.0565  2.4319
C -0.4559 0.1008  3.7761
N -0.5758 0.1389  4.9250

SCF = -17.853840
ZPE = 0.017860

Haygs = -17.827140
ngg == -17867471

SCFprr = -927.000558

23
I 0.0000 0.0000 -0.5247
C -0.0000 -0.0000 1.4847
N 0.0000 0.0000 2.6249

SCF = -8.815840
ZPE = 0.008126
Haos = -8.803473
Gogs = -8.832437

SCFprr = -390.505903
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23-OCH2
0.0060 -0.2633
-0.1763  0.1423
-0.2797  0.3761
0.2755 -0.7451
0.2914 0.1704
0.3999  0.0254
0.1993  1.2199

TTEZQOoOZQ+

SCF = -15.997931
ZPE = 0.034729

Ha2gs = -15.954638
Gags = -15.996206

-0.8655
1.0949
2.2074

-3.7486

-4.5151

-5.6009

-4.1936

SCFprr = -505.044807

23-Cl
I 0.0115 -0.0493
Cl 0.3057 -0.1450
C -0.1981 0.0189
N -0.3161 0.0574

SCF = -13.633288
ZPE = 0.008468

Haos = -13.618294
Gags = -13.653112

-0.7328
-3.5773
1.2952
2.4378

SCFprT = -850.831061

24
4.9720  2.0625
3.5831 -0.2991
3.5835  2.0647
5.6741  0.8824
4.9716  -0.2975
2.8833  0.8830
1.4028  0.8831
-1.4028  0.8831
0.6946  1.1021
0.6944  0.6642
-0.6946  0.6641
-0.6945 1.1023
-2.8833  0.8829
-5.6741  0.8822
-3.5835  2.0646
-3.5832 -0.2991
-4.9716  -0.2975
-4.9720  2.0624
-2.5738  -2.1096
2.5731  -2.1093
-7.0049 0.8819
-5.6390 -1.4277
-5.6398  3.1922
-1.3658  1.3129
1.3661  1.3129
1.3658  0.4536
-1.3661  0.4535
5.6397  3.1924
7.0048  0.8821
5.6391  -1.4276
2.5750  3.8758
-2.5746  3.8755

—~=THY-OHHTHHTORE"==0O00000000000000000

SCF = -101.064955
ZPE = 0.130808

Hags = -100.902051
Gags = -100.995873

0.3033
-0.1432
0.3031

0.0807
-0.1425
0.0797
0.0795

0.0793
-1.0979
1.2569

1.2567
-1.0980
0.0795

0.0804

0.3031
-0.1438
-0.1430
0.3032
-0.4862
-0.4853
0.0809
-0.3564
0.5171
-2.2298
-2.2296
2.3887
2.3885

0.5169

0.0811
-0.3557
0.6449

0.6446

SCFprT = -2875.469219
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24-OCH2
-0.9954 0.4596 1.6162
1.0601 -0.4467 3.2518
-1.1110 -0.7662 2.2579
0.1449 1.2377 1.7871
1.1693  0.7770  2.6076
-0.0845 -1.2215 3.0762
-0.1769 -2.5243 3.7729
-0.1180 -4.9450 5.1894
0.3186 -3.6806 3.1792
-0.6835 -2.6008 5.0662
-0.6543 -3.7990 5.7674
0.3478 -4.8788 3.8803
0.0374 -6.1860 5.9814
0.3862 -8.5034 7.4881
-0.9530 -7.1603 5.9989
1.2054 -6.3688 6.7187
1.3741 -7.5244 7.4672
-0.7777 -8.3147  6.7502
2.7122  -4.9088 6.7049
2.6208 -1.1164 4.4839
0.5519 -9.6124 8.2082
24901 -7.7016 8.1728
-1.7254  -9.2497  6.7685
0.8547 -5.9751 3.3148
0.7972  -3.6187 1.9358
-1.1700 -1.4993 5.6397
-1.1125 -3.8557 7.0186
-1.9779  0.8980 0.8319
0.2535 24137 1.1698
2.2626  1.5197  2.7737
4.4381 -2.5488 6.3178
5.4943  -2.2535 6.7973
6.0242 -2.9128 7.4997
5.9992 -1.3049 6.5648
-2.7266 -6.9158 4.9000
-2.8508 -1.9085 1.9725

lol==R==RoRONo R R Rl RsRoloES NN NoNoNoNoNoNoNololoRoNo Yo NoNoNoNo RO NS

SCF = -108.253947
ZPE = 0.157874

Hy9s = -108.059595
Gogs = -108.161941

SCFprT = -2990.006711

24-Cl
-0.8757  0.4290 1.5887
0.9841 -0.4754 3.4629
-1.0391 -0.8108 2.1861
0.2149  1.2229 1.9224
1.1344  0.7630  2.8565
-0.1160 -1.2604 3.1166
-0.2556 -2.5784  3.7748
-0.2478 -5.0100 5.1808
0.3552  -3.7071 3.2396
-0.9205 -2.6991  4.9900
-0.9167 -3.8999 5.6843
0.3591  -4.9078  3.9339
-0.1002 -6.2374  5.9942
0.2458 -8.5097 7.5496
-1.0188 -7.2724 5.9224
1.0028 -6.3238 6.8442
1.1606 -7.4664 7.6144
-0.8478 -8.4079 6.6984
2.3986 -4.7082 6.9309
23871  -1.1994 4.9027
0.4070 -9.6120 8.2989
2.2086 -7.5783 8.4386
-1.7327  -9.4136  6.6342
0.9741 -5.9781 3.4184
0.9665 -3.6170 2.0532
-1.5456 -1.6321  5.5000
-1.5380 -3.9932 6.8652
-1.7650 0.8708  0.6873
0.3688  2.4229  1.3405
21794  1.5382 3.1681
4.0785  -2.4157 6.8379
-2.7050 -1.9850 1.6536
-2.6889 -7.1556 4.6440

el SRS RS ESESESESESESESEE N Yo Yo No Ro Ro Ro Xo Xo Xo Xo Xo Xo Xo Xo Xo Xo o Ko

SCF = -105.925445
ZPE = 0.130862

Hags = -105.760420
Gags = -105.857621

SCFprr = -3335.803078
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Supporting Information

7 STRUCTURES

25
0.3042 -1.3217
-0.3198  1.3745
1.3398  -0.3962
-1.0322  -0.9474
-1.3163  0.4073
0.9998  0.9454
2.7535 -0.8240
5.4223 -1.6316
3.3957  -1.3330
3.4512  -0.7205
4.7784  -1.1227
4.7229  -1.7340
-2.1134  -1.9553
-4.1531 -3.8594
-2.5139 -2.4884
-2.7371  -2.3780
-3.7513  -3.3250
-3.5284  -3.4354
-0.6517  2.8097
-1.2779  5.5190
-0.5662  3.4359
-1.0516  3.5436
-1.3625  4.8909
-0.8782  4.7834
2.5327  0.0242
2.4014  -1.4989
-2.1661 -1.6230
-1.6229 -1.8785
0.0157  2.3778
-1.1845  2.6596
0.6040 -2.6166
-2.5919  0.7932
1.9758  1.8545
-4.3449  -3.7287
-5.1252  -4.7672
-3.9106 -3.9426
5.4428  -1.0246
6.6943 -2.0166
5.3352  -2.2186
-1.5763  6.8104
-1.7427  5.5909
-0.7974  5.3796

sl ES RS RO RS RSESE S s oo NeoNoNoNoNoNoNolo o Ro oo NoNoNoNoRolo o o N N NONO!

SCF = -131.008753
ZPE = 0.171811

Hy9s = -130.794366
Ga2gs = -130.909500

0.2323
-0.0191
0.1834
0.1601
0.0347
0.0574
0.2624
0.4114
-0.8634
1.4631
1.5345
-0.7866
0.2144
0.3168
1.4369
-0.9566
-0.9029
1.4850
-0.1532
-0.4063
-1.3940
0.9605
0.8319
-1.5171
3.2013
-2.7083
-2.8337
3.2407
-3.1148
2.8633
0.3530
-0.0365
0.0079
-2.0224
0.3655
2.6534
2.6823
0.4824
-1.8631
-0.5269
1.8969
-2.7031

SCFprT = -3899.257673

25-OCH2
0.3115  -1.2925
-0.3129  1.4068
1.3464 -0.3660
-1.0246 -0.9182
-1.3091  0.4385
1.0061  0.9769
2.7610  -0.7956
5.4299  -1.6060
3.4591  -1.0675
3.4021  -0.9305
4.7300 -1.3339
4.7867 -1.4703
-2.0993 -1.9359
-4.1059  -3.8699
-2.6632 -2.3789
-2.5407  -2.4585
-3.5401  -3.4213
-3.6632  -3.3420
-0.6371  2.8430
-1.2268  5.5493
-0.7629  3.3872
-0.8079  3.6518
-1.1021  4.9997
-1.0569  4.7352
2.3948  -0.5320
2.5396 -0.8818
-1.7237  -1.7789
-2.0312  -1.6095
-0.5346  2.1766
-0.6330  2.8683
0.6139  -2.5908
-2.5846  0.8246
1.9841  1.8861
-3.9627  -3.9225
-5.0645 -4.7955
-4.2051 -3.7673
5.3421  -1.4628
6.7030  -1.9926
5.4529  -1.7299
-1.5077  6.8437
-1.2665  5.7761
-1.1770  5.2572
-0.4109 -0.1326
-0.0713  -0.3004
-0.1683 -1.2727
0.3583  0.5074

aslas N ORG-S Nes N Nesles NN Nl Res BBl No N oo o NoNoNoNoNoRo o No NoRolo o No XoNo o No No Ro o Ro No X @!

SCF = -138.198177
ZPE = 0.198696

Hags = -137.952365
Gags = -138.076701

0.2658
0.0594
0.2370
0.1963
0.0971
0.1322
0.2965
0.4058
-0.8768
1.5247
1.5766
-0.8199
0.1891
0.1504
1.3806
-1.0243
-1.0381
1.3589
-0.0918
-0.4025
-1.3679
1.0264
0.8693
-1.5171
3.3264
-2.7579
-2.8330
3.2333
-3.0662
2.9705
0.3544
0.0251
0.0910
-2.1975
0.1336
2.4982
2.7505
0.4576
-1.9424
-0.5495
1.9383
-2.7366
-4.9224
-6.0576
-6.5617
-6.6673

SCFprT = -4013.794609
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Supporting Information 7 STRUCTURES

25-Cl 26
C 02080 -1.3074 0.3911 H 14182 08963 -2.0642
C 03244 13869 0.1356 C -1.3263 1.6136 -1.2645
C 13354 -0.3843 0.3376 C -1.0870 3.4643  0.8143
C -1.0371 -0.9353 0.3150 C -1.1200 1.2233  0.0392
C -1.3192 04194 0.1941 C 14045 2.9757 -1.5222
C 09938 09565 0.2162 C -1.2849 3.8807 -0.4860
C 27505 -0.8192  0.3259 C -1.0026 21045 1.1170
C 54049 -1.6375 0.2616 H -1.5588 3.3120 -2.5347
C 33546 -1.1018 -0.9004 H -1.3470 4.9461 -0.6955
C 34669 -0.9443 1.5073 H -0.9960 4.1874  1.6093
C 47918 -1.3526 1.4756 C 07975 15407  2.4392
C 46807 -1.5096 -0.9172 C 04090 0.2385  4.8967
C 21154 -1.9491 0.2792 C 07384  0.1490  2.5583
C 41367 -3.8522 0.1695 C -0.6514 2.2670  3.6220
C 27212 -2.3860 1.4482 C 04603 1.6228  4.8300
C 25142 -2.4509 -0.9573 C -0.5497 -0.5220 3.7436
C  -3.5248 -3.4096 -0.9967 H -0.6800 3.3443  3.5864
C  -3.7301 -3.3359 1.3939 H -0.3499 22056 5.7310
C  -0.6529 2.8130 -0.0885 H -0.5110 -1.5086 3.7865
C -1.2648 5.4834 -0.5508 H -0.2507 -0.2590 5.8417
C 07448 3.2815 -1.4003 I 09785 -0.8328 0.6579
C  -0.8655 3.6713  0.9805
C -1.1712 5.0042 0.7501 SCF = -33.107717
C -1.0509 4.6174 -1.6160 7ZPE = 0.153856
I 25732 -0.5218  3.3669 Haos = -32.942567
I 22241 -0.8941 -2.6827 G2os = -32.990513
I 15602 -1.7665 -2.7199
I -2.1331 -1.6276 3.3228 SCFppr = -759.582896
1 04162 1.9348 -3.0054
I 07322 29831  2.9663
Cl 01402 -0.4005 -4.7423 26.Cl
Fo 05999 -2.6077 - 0.5009 H 14180 08733 -2.0445
B -2.5988 0.8057  0.1113 C -1.3283 1.6076 -1.2587
11:: 299723;17 g%%% %11%5912 C -1.0862 3.4475  0.8146
L C b o
Foo-4.3198 -3.7629 - 2.5181 C -1.2841 38788 -0.4830
P 54902 -1.4756 - 2.6118 C -1.0045 2.0859 1.1071
Fo6.6863 20321 0.2367 H 15597 3.3064 -2.5316
F5.2803 - -1.7860  -2.0796 H 13445 49369 -0.6887
P -1.56026.7734 - -0.7678 H 09939 41705 1.6100
Foo-1.3781 58390 1.7768 C 07982 15304 24373
Foo-L1437 5,089 -2.8635 C 04118 02366 4.8752

C 07460  0.1396 25166

SCF = -135.877556 C  -0.6523 2.2699  3.6100

ZPE = 0.171959 C  -0.4610 1.6222 4.8154

Hz9s = -135.661080 C  -0.5552 -0.5111 3.7186

G29s = -135.779129 H -0.6878 3.3481  3.5830

H -0.3488 22014 5.7197

SCFprr = -4359.601785 H -0.5196 -1.5809 3.7461

H -0.2620 -0.2589 5.8222
I 09885 -0.8412  0.6203
Cl -1.3253 -1.5162 -1.8739

SCF = -38.082501
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ZPE =
Hsgs =
Gaog =

0.155689
-37.913617
-37.965804

SCFprT = -1220.039775

N oNOR_NurfiaBarfs N O NORONONONOR=:R== R HO NO NGO NO NGO RO ==

26-OCH2

-1.3815  1.4455
-1.3122  2.0779
-1.1274  3.6887
-1.1175  1.5458
-1.4160  3.4575
-1.3236  4.2528
-1.0178  2.3053
-1.5690  3.9042
-1.4054  5.3245
-1.0576  4.3209
-0.8112  1.6058
-0.4152  0.0535
-0.7257  0.2107
-0.6901  2.2057
-0.4948  1.4357
-0.5315 -0.5755
-0.7496  3.2790
-0.4035 1.9173
-0.4711  -1.6492
-0.2627  -0.5400
-0.9300 -0.5422
-1.2475 -0.9200
-1.2665 -1.9723
-1.1582 -2.9364
-1.3951  -2.0238

SCF = -40.308095

ZPE =
Hags =
Gogs =

0.181517
-40.110937
-40.168145

-2.1630
-1.2942
0.9795
-0.0414
-1.3996
-0.2670
1.1278
-2.3690
-0.3576
1.8502
2.3855
4.6839
2.3389
3.6387
4.7702
3.4532
3.7243
5.7310
3.3741
5.5711
0.3566
-2.3272
-2.9052
-2.3905
-3.9943

SCFprr = -874.132410

SRR ESESES NN NN R NoNoNoNoNoRoR="R--NoNoNOoNONON@R=*

27

-0.0612  0.1623
-0.0588  0.1506
-0.0530 0.1143
-0.0647  -1.0250
-0.0497  1.3403
-0.0465 1.3098
-0.0620 -1.0990
-0.0441  2.2843
-0.0502  0.1231
-0.0687 -2.4156
-0.0827 -5.0571
-0.0776  -3.5331
-0.0669 -2.6688
-0.0739 -3.9726
-0.0846 -4.8379
-0.0600 -1.8479
-0.0913  -5.6710
-0.0880 -6.0656
-0.0790 -2.9728
-0.0424  2.6330
-0.0718  -4.2543
1.0001  3.3833
0.0208  2.4684
-1.1495  3.3316
-0.0659 -3.1362
-1.1501  -4.9598
1.0023  -4.9683

SCF = -64.772267
ZPE = 0.160159

Hos
Gagsg

-64.592838
-64.658713

0.1877
1.2661
4.0689
1.9826
1.9795
3.3705
3.3802
1.4555
5.1485
3.9936
4.9600
3.1512
5.3655
5.8316
3.5902
6.0668
2.9054
5.3457
1.0778
4.1149
7.3234
3.7492
5.4356
3.8468
8.0479
7.6759
7.6713

SCFprT = -1433.906680

187



Supporting Information

7 STRUCTURES

27-OCH2
-0.0610 0.4040  0.2670
-0.0588  0.3526  1.3440
-0.0534 0.2024  4.1413
-0.0641 -0.8591  2.0028
-0.0505 1.5120  2.1027
-0.0475  1.4251  3.4916
-0.0616 -0.9765 3.3971
-0.0456 24775 1.6206
-0.0509 0.1695  5.2197
-0.0678  -2.3207  3.9529
-0.0809 -4.9944  4.8168
-0.0760 -3.4023  3.0657
-0.0662 -2.6242  5.3146
-0.0726  -3.9445  5.7300
-0.0826 -4.7220 3.4578
-0.0598 -1.8318  6.0470
-0.0890 -5.5200  2.7347
-0.0859 -6.0158  5.1652
-0.0772  -2.7537  1.0394
-0.0426  2.7149  4.2860
-0.0707  -4.2847  7.2067
1.0100  3.4746  3.9642
0.0039  2.5027  5.6018
-1.1407  3.4369  4.0349
-0.0641 -3.1991  7.9800
-1.1492  -5.0052  7.5339
1.0028 -5.0148  7.5289
-0.0925 -5.3471  0.3887
-0.0948 -5.8109 -0.7207
-0.1019 -6.8969 -0.8809
-0.0898 -5.1909 -1.6265

=R NG RORG RSN RS RS R NONONN =t R-Ro N oo No NN N=-R=: N O NO RO RO RO NO N ==

SCF = -71.978718
ZPE = 0.188028

Hags = -71.767211
Gags = -71.841562

SCFprT = -1548.458508

SEGECEC G ReoloRein RN NoNoNo o Ro No X R--RoNo Xo Jo No Xo X ==

27-Cl

-0.0641  0.1205
-0.0611  0.1268
-0.0540  0.1022
-0.0659 -1.0662
-0.0526  1.3191
-0.0486  1.2948
-0.0625 -1.1002
-0.0483  2.2645
-0.0509  0.1169
-0.0683  -2.4257
-0.0807  -5.0545
-0.0767 -3.5321
-0.0662 -2.6679
-0.0724  -3.9692
-0.0828 -4.8299
-0.0598 -1.8464
-0.0891 -5.6474
-0.0853 -6.0610
-0.0790 -3.0152
-0.0940 -5.5185
-0.0427  2.6117
-0.0704 -4.2470
1.0115  3.3706
-0.0002  2.4803

-1.

1366  3.3421

-0.0623  -3.1356

-1.

1483  -4.9548

1.0012  -4.9670

SCF = -69.777490
ZPE = 0.162032

Haos
Goaos

-69.594284
-69.664107

0.2046
1.2834
4.0785
1.9802
1.9833
3.3762
3.3737
1.4636
5.1566
3.9767
4.9494
3.1258
5.3501
5.8209
3.5845
6.0484
2.8792
5.3373
1.0662
0.5027
4.1045
7.3010
3.7590
5.4355
3.8255
8.0464
7.6775
7.6723

SCFprr = -1894.380180
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28

-0.1634 0.1615
-0.1278  0.1524
-0.0360  0.1122
-0.1240 -1.0246
-0.0844  1.3423
-0.0387  1.3179
-0.0790 -1.0983
-0.0860  2.2851
-0.0001  0.1231
-0.0810 -2.4165
-0.0941  -5.0640
-0.1279  -3.5317
-0.0398 -2.6728
-0.0463 -3.9824
-0.1356  -4.8377
-0.0024 -1.8557
-0.1727  -5.6670
-0.0987 -6.0737
-0.1874 -2.9710
0.0057  2.5398
0.0410  3.5185
-0.0035 -4.2159
0.0311  -4.3974

SCF = -42.119531

ZPE =
H298 =
G298 =

0.150491
-41.953823
-42.010245

0.1860
1.2638
4.0639
1.9792
1.9728
3.3680
3.3769
1.4474
5.1427
3.9890
4.9476
3.1434
5.3572
5.8292
3.5811
6.0616
2.8926
5.3288
1.0692
4.0946
4.6837
7.2316
8.3594

SCFprr = -944.093642

ol oN ol deolHdol _N=N:-h-NoNoNoNoNoNoh"R--NoNoNoNONON@N==

28-OCH2

-0.1445  0.4357
-0.1144  0.3781
-0.0367  0.2014
-0.1118  -0.8399
-0.0775  1.5318
-0.0389  1.4394
-0.0735 -0.9693
-0.0786  2.5002
-0.0064 0.1622
-0.0757  -2.3195
-0.0873 -5.0066
-0.1155  -3.3916
-0.0411  -2.6378
-0.0469 -3.9679
-0.1222  -4.7157
-0.0095 -1.8556
-0.1536  -5.5039
-0.0914 -6.0323
-0.1645 -2.7253
-0.0010  2.6239
0.0294  3.5737
-0.0110  -4.2675
0.0179  -4.5042
-0.2170  -5.3317
-0.2525  -5.7942
-0.2716  -6.8796
-0.2680 -5.1729

SCF = -49.323418
ZPE = 0.178236

Hos
Gagsg

-49.125674
-49.191101

0.2917
1.3682
4.1620
2.0165
2.1322
3.5251
3.4104
1.6563
5.2399
3.9536
4.7863
3.0541
5.3088
5.7186
3.4329
6.0516
2.6996
5.1211
1.0311
4.3096
4.9452
7.1076
8.2256
0.3498
-0.7588
-0.9217
-1.6638

SCFprT = -1058.646790

189



Supporting Information

7 STRUCTURES
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28-Cl

-0.1596  0.1222
-0.1254  0.1308
-0.0377  0.1024
-0.1215 -1.0630
-0.0854  1.3238
-0.0416  1.3054
-0.0780 -1.0976
-0.0876  2.2684
-0.0034 0.1212
-0.0791 -2.4251
-0.0887 -5.0613
-0.1228 -3.5300
-0.0397  -2.6713
-0.0445 -3.9790
-0.1281 -4.8292
-0.0052 -1.8542
-0.1628 -5.6431
-0.0919 -6.0699
-0.1799 -3.0111
-0.2356  -5.5254
-0.0007  2.5265
0.0326  3.5130
-0.0040 -4.2082
0.0290 -4.3890

SCF = -47.115839

ZPE =
Ha9s =
G2gs =

0.152376
-46.946333
-47.006979

0.2017
1.2805
4.0739
1.9773
1.9763
3.3735
3.3716
1.4542
5.1524
3.9730
4.9369
3.1190
5.3424
5.8188
3.5749
6.0463
2.8664
5.3201
1.0589
0.4908
4.0898
4.6710
7.2164
8.3467

SCFprpT = -1404.574749

CTonTfoEEfOmQEDERQE@ODEQZz~Od O H oo EZE QOO T

29

0.0236  0.1609
-0.0500  0.1366
-0.2390  0.0603
-0.0426 -1.0583
-0.1534  1.3097
-0.2512  1.3099
-0.1359 -1.1343
-0.1581  2.2342
-0.3114  0.0164
-0.1165 -2.4605
-0.0594 -5.1035
-0.0058 -3.5568
-0.1985 -2.7300
-0.1732  -4.0452
0.0236 -4.8628
-0.2841  -1.8966
0.1099  -5.6855
-0.0352  -6.1256
0.1111 -2.9813
-0.3524  2.4630
-0.2546  -4.2855
-0.3632  3.7354
0.5613  3.8863
-0.4496  4.5386
-1.2120  3.8056
-0.4521  2.4514
0.4314  1.9929
-1.3439 1.9110
-0.5247  3.4710
-0.3699 -3.1967
0.4971 -2.5331
-0.4206 -3.5943
-1.2783  -2.6154
-0.2284 -5.6401
0.7060 -6.1405
-1.0670 -6.2214
-0.3058  -5.6257

SCF = -52.672618
ZPE = 0.296239

Hgs
Gagsg

-52.355675
-52.423146

0.1993
1.2746
4.0505
1.9643
1.9857
3.3965
3.3588
1.4365
5.1226
3.9600
4.8927
3.0969
5.3152
5.8238
3.5407
5.9897
2.8494
5.2259
1.0398
4.0906
7.1495
3.4044
2.8416
4.1301
2.7197
5.5317
5.9838
5.8602
5.8985
8.0919
8.0345
9.1011
7.9127
7.6539
7.3883
7.2627
8.7370

SCFprr = -1027.602817
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29-Cl
0.0186  0.1305 0.2076
-0.0381  0.1107  1.2859
-0.1908  0.0487  4.0527
-0.0280 -1.0981 1.9510
-0.1231  1.2907  1.9953
-0.1975  1.2878  3.3994
-0.1049 -1.1412 3.3418
-0.1311 22174 1.4474
-0.2529  0.0069  5.1261
-0.0903 -2.4739 3.9355
-0.0534 -5.0993 4.8872
-0.0020 -3.5647 3.0703
-0.1594 -2.7323 5.2983
-0.1400 -4.0385 5.8068
0.0160 -4.8605 3.5316
-0.2288 -1.8955 5.9710
0.0825 -5.6756 2.8277
-0.0403 -6.1213 5.2237
0.0931 -3.0238 1.0256
0.2166 -5.5825 0.4175
-0.2528 24615 4.1078
-0.1893 -4.2723 7.1544
-0.3994 3.7178  3.4143
0.4568  3.8982  2.7593
-0.4416  4.5281 4.1380
-1.3144  3.7479  2.8119
-0.4587 24371  5.5346
0.3636 1.9171 6.0335
-1.4010 1.9457 5.8044
-0.4862 3.4556  5.9141
-0.3714  -3.1811 8.0785
0.4588 -2.4717 8.0117
-0.3994  -3.5668 9.0945
-1.3083 -2.6444 7.8917
-0.2514  -5.6238  7.6547
0.6334 -6.1902 7.3522
-1.1430 -6.1479  7.2942
-0.2828 -5.6071 8.7413

asliasfasN@ Rz fia:NoRarliafiai NNl N o WA HON Nl B NoNo o o Xo Ro i =N NoRo o N o o N R=:

SCF = -57.620913
ZPE = 0.297200

Hy9s = -57.300800
ngs = -57.373845

SCFprT = -1488.040604

e NN @N=fazfaN@Razfaz sl @Qazfacfani@Rafu RN WA =R sl o NoNoNoRo o ==l=-No No No RO RO RO R==!

29-OCH2

-0.0263  0.3503
-0.0888  0.2965
-0.2498  0.1442
-0.0785 -0.9231
-0.1805  1.4502
-0.2638  1.4101
-0.1583 -1.0278
-0.1868  2.3907
-0.3118  0.0714
-0.1378  -2.3725
-0.0821 -5.0358
-0.0403  -3.4458
-0.2072  -2.6750
-0.1820 -4.0015
-0.0118 -4.7612
-0.2826 -1.8593
0.0642 -5.5601
-0.0587 -6.0659
0.0560 -2.8101
-0.3537  2.5457
-0.25611  -4.2743
-0.3705  3.8366
0.5495  4.0049
-0.4525  4.6187
-1.2244  3.9255
-0.4336  2.4922
0.4529  2.0142
-1.3242  1.9475
-0.4938  3.5010
-0.3518  -3.2082
0.5173  -2.5465
-0.3942  -3.6296
-1.2592  -2.6183
-0.2247  -5.6405
0.7054 -6.1378
-1.0690 -6.2098
-0.2916  -5.6525
0.2077  -5.4926
0.2916  -5.9139
0.3494  -6.9909
0.3158  -5.2585

SCF = -59.867917
ZPE = 0.323601

Haos
Goos

-59.519131
-59.596168

0.2425
1.3178
4.0898
1.9651
2.0620
3.4717
3.3585
1.5405
5.1609
3.9208
4.7868
3.0284
5.2704
5.7442
3.4400
5.9671
2.7220
5.0949
1.0037
4.2015
7.0672
3.5521
2.9864
4.3013
2.8756
5.6423
6.0686
5.9680
6.0401
8.0362
7.9858
9.0362
7.8802
7.5376
7.2504
7.1403
8.6215
0.3167
-0.8029
-1.0099
-1.6845

SCFprr = -1142.149108
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Supporting Information

7 STRUCTURES

30
1.5111  -0.1833 1.4634
0.6166  0.1521  1.9641
-1.7151  1.0280  3.2291
-0.4537 -0.6935 2.1903
0.5113  1.4664 2.3927
-0.6506  1.8959  3.0200
-1.6250 -0.2877 2.8038
1.3280 2.1531 2.2274
-2.6169 1.3780  3.7088
1.3695 -3.4824 4.0158
-0.6803 -4.7804 5.4028
0.0950 -3.6032 3.4922
1.6110 -4.0181 5.2707
0.5885  -4.6641 5.9545
-0.9371  -4.2473  4.1489
2.5959 -3.9439 5.7070
-1.9170 -4.3474 3.7093
-1.4640 -5.2932  5.9400
-0.2971  -2.7558 1.5331
-0.7518  3.3234 3.5213
0.8611 -5.2151 7.3405
-0.3804  3.3917  4.8080
-1.9991  3.7884  3.4451
0.0354  4.1523  2.8370
0.7040 -4.2540 8.2622
0.0316 -6.2082 7.6579
2.1085 -5.6723 7.4555
-2.4544 -0.9612  2.9505
2.1639 -2.9932 3.4747

a=RaslieSHESHS SRS RC oo R R==R=RHoNoNoNoNoNoR"R:"-NoNoNoNOo RO RO N==

SCF = -65.768450
ZPE = 0.180436

H298 = -65.567101
ngg == -65.637982

SCFprT = -1435.098478

RaoNoRRio R R RO RORONONORo RN HONONO RO NONO N :=: HONO RO RO RO N @ R ==

30-OCH2
0.9786  0.1505
0.3569  0.3883
-1.2650  0.9890
-0.4278  -0.5788
0.3310  1.6785
-0.4777 19702
-1.2482  -0.2997
0.9333  2.4504
-1.8952  1.2343
0.9487  -2.9416
-0.6395 -5.0684
-0.0554 -3.4699
1.1531  -3.4930
0.3589  -4.5505
-0.8565 -4.5207
1.9277  -3.1017
-1.6254 -4.9158
-1.2503 -5.8894
-0.3860 -2.5842
-0.4971  3.3632
0.6233  -5.1667
0.1981  3.3980
-1.7410  3.7591
0.0387  4.2719
0.9895 -4.2474
-0.4479  -5.7971
1.6148 -6.0655
-1.8649 -1.0641
1.5653 -2.1234
-0.2440  -5.1902
-0.1037  -5.7560
-0.0419 -6.8508
-0.0308  -5.2250

SCF = -72.973232
ZPE = 0.208308

= -72.739873
= -72.818274

Hags
Goos

0.7185
1.5676
3.7545
2.1703
2.0737
3.1629
3.2505
1.6197
4.5957
4.1174
4.9835
3.3262
5.3714
5.7973
3.7288
6.0134
3.0852
5.3270
1.4006
3.7541
7.1549
4.9016
4.0400
2.9400
8.0522
7.6391
7.0836
3.6979
3.7793
0.8419
-0.2095
-0.2609
-1.1674

SCFprr = -1549.646652
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7 STRUCTURES

aeli=elies B NN R R NoNo RO N R-: NN -NoNo Yoo No o i-:R-::NoNoNo o N o Ro )=

30-Cl1

1.0082 -0.1114
0.4049  0.1168
-1.1691  0.6730
-0.3182  -0.8904
0.3554  1.4090
-0.4298  1.6792
-1.1146 -0.6129
0.9205 2.1984
-1.7825 0.9019
0.9541 -2.9517
-0.6040 -5.0266
0.0012  -3.5782
1.1308 -3.3705
0.3455 -4.4013
-0.7758  -4.6118
1.8734 -2.9012
-1.4891 -5.1020
-1.2059 -5.8283
-0.2496 -2.9175
-0.1092  -5.4367
-0.5056  3.0657
0.5671  -4.8530
-0.0567  3.1026
-1.7677  3.5272
0.2107  3.9655
0.7505 -3.8180
-0.4561 -5.5639
1.6610 -5.6263
-1.
1.5551  -2.1491

6906 -1.3988

SCF = -70.765016

ZPE =
Hags =
Gaos =

0.182422
-70.559932
-70.633264

0.6586
1.5244
3.7429
2.1396
2.0197
3.1310
3.2384
1.5489
4.6010
4.0994
5.1107
3.3176
5.4061
5.9076
3.8010
6.0328
3.1578
5.5094
1.3035
0.8320
3.7086
7.3267
4.9773
3.7473
3.0254
8.1626
7.8149
7.4404
3.7047
3.7001

SCFprT = -1895.557869

oW Aol R=juguNoloNoNoNoNoR=R"RoNoNOoNONO RO} ==

31

1.5764 -0.3293
0.5895  0.0453
-1.9751  1.0173
-0.5399 -0.7362
0.4251  1.3391
-0.8544  1.8259
-1.8219 -0.2784
1.2863  1.9738
-2.9621  1.4041
1.3451  -3.8223
-0.8408  -4.6526
0.0424 -3.6709
1.5511  -4.3952
0.4610 -4.8099
-1.0580 -4.0814
2.5553  -4.5274
-2.0625 -3.9705
-1.6783 -4.9832
-0.2898  -2.7683
-2.6873 -0.9017
2.1864 -3.5129
-1.0177  3.1575
-1.1486  4.2272
0.6784 -5.4026
0.8529  -5.8755

SCF = -43.114981
ZPE = 5.000000

Haos
Goos

-42.927384
-42.988907

2.1399
2.3621
2.9020
2.1902
2.8247
3.0947
2.4406
2.9690
3.1060
3.8592
5.3907
3.4166
5.1021
5.8680
4.1491
5.4752
3.7720
5.9862
1.4716
2.2784
3.2591
3.5637
3.9453
7.1412
8.1673

SCFprr = -945.286823
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Supporting Information

7 STRUCTURES

31-Cl1
1.1789 -1.0015 3.3060
0.2925 -0.4370 3.0526
-1.9842 1.0084 2.3735
-0.6331 -0.9615 2.1641
0.0815 0.8051 3.6187
-1.0623 1.5304 3.2812
-1.7618 -0.2368 1.8161
0.7943  1.2209 4.3153
-2.8637 1.5788  2.1145
1.2985 -4.3250 3.4585
-0.4837 -3.7285 5.5171
0.1470 -3.5991 3.2212
1.5699 -4.7530 4.7445
0.6788 -4.4553 5.7764
-0.7485 -3.2960 4.2315
2.4658 -5.3175 4.9538
-1.6444 -2.7311 4.0210
-1.1735 -3.5120 6.3189
-0.2893 -2.9231 1.2439
0.2241 -5.3862 0.6823
-2.4657 -0.6535 1.1107
1.9614 -4.5703 2.6440
-1.2856 2.8019 3.8617
-1.4674  3.8295 4.3346
0.9542 -4.8925 7.0953
1.1786  -5.2393 8.1635

ZazZzam@mQ~@ODIZDIZaooaoaocaam@maoaaaaanm

SCF = -48.103610
ZPE = 0.172668

Hy9s = -47.912256
Gogs = -47.976645

SCFprT = -1405.753266

a=RuNoNolrdeolHeN=R=RojuiiloNoNoNoNoNoRR:"NONONO RO RO RO N-="=/

31-OCH2

1.2588  -0.5759
0.3401  -0.0654
-2.0293  1.2522
-0.5597  -0.6087
0.0414  1.1502
-1.1423  1.8106
-1.7367  0.0328
0.7244  1.5932
-2.9401  1.7720
1.4019 -4.1971
-0.5021 -3.9301
0.2382  -3.4739
1.6125 -4.8005
0.6630 -4.6676
-0.7224  -3.3284
2.5110  -5.3725
-1.6253  -2.7627
-1.2333  -3.8352
-0.1012  -2.5064
-2.4156 -0.4052
2.1258  -4.2987
-1.4440  3.0611
-1.6885  4.0656
0.8826  -5.2886
1.0609 -5.7874
0.4957  -5.0298
0.3725  -5.5977
0.6410 -6.6564
-0.0089 -5.1033

SCF = -50.317569
ZPE = 0.198406

H298
G298

-50.098007
-50.167799

3.3539
3.1071
2.4404
2.2041
3.6942
3.3609
1.8557
4.4028
2.1856
3.3777
5.4045
3.1926
4.6051
5.6185
4.1785
4.7801
4.0065
6.1927
1.3067
1.1402
2.5854
3.9628
4.4513
6.8771
7.8904
0.5975
-0.4542
-0.5646
-1.3574

SCFprr = -1059.836172

194
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7 STRUCTURES

asiariiasii@arijariiasi@asgasias @ gas g g oA g g ijugnjs o NoNoNoNoNoN:R:: No RO NO NGO NGO N @R ==

32

1.5803  -0.2081
0.5860  0.1490
-1.9783  1.0700
-0.5181  -0.6770
0.4042 1.4341
-0.8835  1.9444
-1.8024 -0.2162
1.2753  2.0532
-2.9822  1.4026
1.3582  -3.9041
-0.8268 -4.9100
0.0650 -3.7122
1.5540  -4.5898
0.4708 -5.1216
-1.0286 -4.2257
2.5646 -4.7203
-2.0302 -4.0898
-1.6899 -5.2928
-0.2423  -2.6733
-2.6586 -0.8562
2.2058 -3.5194
-1.0601  3.2102
0.6668  -5.8050
-2.3866  3.7220
-2.3190  4.7520
-2.8834  3.1421
-3.0017  3.7007
0.0691  4.0974
0.5914  4.2499
0.7746  3.7016
-0.2767  5.0644
2.0028 -6.0355
2.5115  -5.0908
2.5980 -6.6102
1.9510  -6.5996
-0.4515 -6.3615
-0.0905 -6.8651
-0.9921  -7.0923
-1.1447  -5.5767

SCF = -53.669167

ZPE =
H298 =
G298 =

0.316715
-53.330156
-53.402564

2.3719
2.5906
3.1337
2.4286
3.0397
3.3239
2.6855
3.1642
3.3319
4.0126
5.4027
3.5450
5.1863
5.9232
4.2292
5.5320
3.8519
5.9186
1.6935
2.5397
3.4672
3.7518
7.0683
4.0120
4.3495
4.7936
3.1088
3.9154
2.9675
4.6499
4.2688
7.5695
77767
6.8555
8.4961
7.7954
8.6873
7.1886
8.1075

SCFprr = -1028.799261

Do QZODZoamaOmoQZzzoQ~OOzZoaoaoaaa@mmanoanaoaam

32-Cl1

1.2407  -0.9889
0.3339  -0.4445
-1.9763  0.9559
-0.5810 -0.9722
0.0973  0.7658
-1.0693  1.5010
-1.7311  -0.2583
0.8337  1.1382
-2.8827  1.4795
1.2867  -4.4657
-0.4651 -3.8828
0.1804 -3.6708
1.5203  -4.9687
0.6512  -4.6932
-0.6973 -3.3784
2.3905 -5.5858
-1.5627  -2.7575
-1.1736  -3.6478
-0.1992  -2.8728
0.3255  -5.3411
-2.4427 -0.6574
1.9484 -4.7115
-1.3220  2.6906
0.8963 -5.1784
-2.4576  3.4891
-2.5060  4.3792
-3.3846  2.9298
-2.3978  3.8043
-0.2876  3.3197
0.6157  3.5112
-0.0202  2.6935
-0.6517  4.2696
1.9365 -6.1589
2.9180 -5.7304
1.7902  -7.0410
1.9353  -6.4798
-0.0646 -4.9734
0.3187  -5.3981

-1.

0281 -5.4461

-0.2283  -3.9059

SCF = -58.609379
ZPE = 0.317779

H298
G298

-58.267356
-58.343174

3.3640
3.1388
2.5654
2.2445
3.7553
3.4877
1.9578
4.4477
2.3113
3.4306
5.4945
3.2059
4.6922
5.7618
4.2322
4.8374
4.0533
6.2709
1.2722
0.5198
1.2490
2.6155
4.1219
7.0177
3.7291
4.3519
3.8739
2.6808
4.9072
4.3169
5.7620
5.2909
7.2196
7.0009
6.5875
8.2582
8.0738
8.9985
7.8508
8.2391

SCFprr = -1489.219903
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Supporting Information 7 STRUCTURES

32-OCH2 33
H 15787 -0.3417  3.0986 I -1.3639 1.0883 -3.3512
C 05833 00645 3.0007 C 07415 04625 -1.4463
C -1.9759 1.1055 2.7383 C 0.0813 -0.3340 1.0504
C 03946 -0.6313 2.3032 N 09458 -0.8085 -1.0442
C 02766 12724 35793 C 01162 1.3744 -0.6046
C 10124 1.8392  3.4648 C 03012 09820 0.6540
C -16716 -0.1054 2.1636 C -0.5419 -1.1951 0.1782
H 10515 17859 4.1214 H 00367 2.3860 -0.9475
H 29744 14875  2.6168 H 07872 1.6856 13118
C 14660 -4.3007 3.4959 H 03805 -0.6850 2.0220
C 05237 -4.1035 54241 C 15942 -1.7691 -1.9066
C 03249 -3.5502 3.2692 H -1.0275 -1.8935 -2.8319
C 16091 -4.9570 4.6958 H 25994 -1.4301 -2.1662
C 06201 -4.8843 5.7009 H -1.6675 -2.7332 -1.4088
C 06751 -3.4512 4.2228 H 07299 -2.2234  0.4500
H 25032 -5.5349 4.8518
H -1.5607 -2.8620 4.0380 SCF = -22.719824
H -1.3086 -4.0067 6.1538 ZPE = 0.114956
I 0.0833 -2.5089 1.4190 Hogs = -22.596392
H 24254 06413 1.6070 Gaos = -22.638318
H 22302 -4.3789 27398
N -1.3099 3.0320 4.0246 SCFprT = -585.089063
N 07620 -5.5333 6.8779
C 26270 3.6072 3.8748
H 26676 4.5615 4.3918 33.0CH?2
M -3.3905 29557 4.3073 I -1.2838 0.9000 -3.5084
Ho -2.8646 - 3.7813  2.8221 C 07299 04078 -1.5489
€ -0.3030  3.7809  4.7408 C 00009 -0.2231 1.0281
H 05379 4.0349 40900 N 09431 -0.8328 -1.0666
I 0.0708 = 3.2149 55979 C 01374 13719 -0.7405
H--0.7337 4.7065 51114 C 02333 1.0662 0.5540
C 19398 -6.3273 71427 C 0585 -1.1413 0.1920
H 28439 -5.7150  7.0964 H 00247 23582 -1.1461
Ho 20312 -7.1489 - 6.4272 H 06920 18115 1.1836
H L8737 - -6.7539  8.1394 H 02728 -0.5077 2.0312
€ -0.2740  -5.4704  7.8830 C 15565 -1.8440 -1.8957
H 00154 -6.0702 8.7409 H 09549 -2.0171 -2.7904
H-1.2194-5.8626  7.4992 H 25499 -1.5218 -2.2145
Ho-0.4201 -4.4434  8.2245 H -1.6476 -2.7775 -1.3454
O 07199 -5.0708  0.5792 H 07833 -2.1508 0.5207
C 05368 -5.5628 -0.4984 O -2.0411 13910 -6.0635
M 08243 -6.6006  -0.7152 C 20754 23580 -6.7700
H 00751 -5.0150  -1.3320 H 24363 23012 -7.8060
H -1.7533 3.3552 -6.4353

SCF = -60.862578
ZPE = 0.343892

Hags = -60.491894
Gags = -60.573441

SCF = -29.914169
ZPE = 0.142098
H298 = -29.759081
ngs = -29.810958
SCFprT = -1143.340737

SCFprr = -699.633965
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Supporting Information 7 STRUCTURES

33-Cl 34-Cl1
I -1.4386 1.1288 -3.4034 I -1.4599 1.1681 -3.3890
Cl -1.4305 1.7124 -5.9552 Cl -1.8360 1.7197 -5.9850
C -1.0159 0.5209 -1.3361 C -0.9007 0.5965 -1.3731
C 0.2689 -0.3844 0.9478 C 0.1270 -0.3650 1.0002
N -1.0315 -0.7880 -0.9895 C -0.9342 -0.7414 -1.0423
C -0.3360 1.4132 -0.5013 C -0.3023 1.4791 -0.4593
C 0.2674 0.9887  0.6559 C 0.2566 0.9766  0.7020
C -0.3739 -1.2391 0.0986 N -0.4854 -1.2019 0.1320
H -0.3207 2.4515 -0.7932 H -1.3471 -1.4614 -1.7336
H 0.7478 1.6859  1.3238 H -0.2792 2.5341 -0.6793
H 0.7700 -0.7660 1.8215 H 0.7611 1.6234 1.4025
C -1.7542 -1.7103 -1.8298 H 0.4853 -0.7920 1.9223
H -1.2501 -1.8072 -2.7948 H -1.0103 -3.1614 -0.3514
H -2.7566 -1.3265 -2.0202 C -0.6670 -2.5861 0.5057
H -1.8191 -2.6860 -1.3535 H 0.2745 -3.0050 0.8612
H -0.3931 -2.3050 0.2712 H -1.4079 -2.6673 1.3037
SCF = -27.658978 SCF = -27.644197
ZPE = 0.114909 ZPE = 0.114140
Hygs = -27.533088 Hoggs = -27.518653
Gagg = -27.580853 Gags = -27.567588
SCFprT = -1045.509940 SCFprT = -1045.496722
34 34-OCH2
I -1.3809 1.1424 -3.3433 I -1.3293 0.9132 -3.5017
C -0.7295 0.5424 -1.4411 C -0.7190 0.4503 -1.5516
C 0.0836 -0.3510 1.0192 C 0.0445 -0.2832 0.9825
C -0.8815 -0.7790 -1.0500 C -0.8672 -0.8437 -1.0787
C -0.1426 1.4432 -0.5507 C -0.1604 1.4060 -0.7003
C 0.2635 0.9806 0.6896 C 0.2212 1.0272 0.5748
N -04782 -1.1992 0.1535 N -0.4909 -1.1873 0.1575
H -1.3318 -1.5087 -1.7081 H -1.2942 -1.6164 -1.7020
H -0.0092 24780 -0.8267 H -0.0310 2.4225 -1.0381
H 0.7207 1.6488  1.4022 H 0.6555 1.7413 1.2561
H 0.3897 -0.7401 1.9787 H 03316 -0.6105 1.9701
H -0.3352 -3.2368 -0.2960 H -0.1461 -3.2341 -0.0864
C -0.6795 -2.5868 0.5080 C -0.6782 -2.5572 0.5829
H -0.1360 -2.8321 1.4176 H -0.3053 -2.6975 1.5947
H -1.7413 -2.7801 0.6730 H -1.7378 -2.8154 0.5591
O -2.1578 1.3282 -6.0937
SCF = -22.720455 C -2.3058 2.2945 -6.7859
ZPE = 0.114646 H -2.6542 2.2122 -7.8249
Haogs = -22.596913 H -2.1063 3.3174 -6.4350

Gogs = -22.640979
SCF = -29.911704
SCFprT = -585.090046 ZPE = 0.141663
H298 = -29.756599
G298 = -29809987

SCFprr = -699.632759

197



Supporting Information

7 STRUCTURES

35
-1.4208 1.0109 -3.3128
-0.7006  0.4850 -1.4250
0.2461 -0.2109 1.0785
-0.7233  -0.8431 -0.9905
-0.1823  1.4508  -0.5574
0.2802 1.0690 0.6793
-0.2437 -1.1532  0.2602
-1.1132  -1.6252 -1.6230
-0.1428  2.4894  -0.8464
0.6876  1.7933  1.3699
-0.2478  -2.1716  0.6208
1.8442  -0.7581  2.3076
0.7693 -0.5752  2.3755
0.6022  0.2272  3.0920
0.2882 -1.4807 2.7399

==l @Quga=fazfafanloNONONO I AO N

SCF = -22.723651
ZPE = 5.000000

Haos = -22.600966
Gags = -22.641940

SCFprT = -585.092920

35-OCH2
-1.2456  0.8137  -3.4577
-0.6125 0.3933 -1.5190
0.2197 -0.1808 1.0604
-0.6627 -0.9099 -1.0136
-0.1232  1.3958 -0.6752
0.2820 1.0777  0.5973
-0.2418 -1.1613  0.2688
-1.0314 -1.7184 -1.6252
-0.0632  2.4170 -1.0169
0.6651  1.8318  1.2690
-0.2692 -2.1589  0.6819
1.7603 -0.6635 2.3870
0.6835 -0.4809  2.3962
0.4812 0.3545  3.0642
0.1857 -1.3691  2.7800
-2.1006 1.1671 -6.0567
-2.3427  2.0886 -6.7825
-2.6881  1.9357 -7.8146
-2.2380 3.1382 -6.4711

TZTQOIXEQEEEEmNOD T Z A

SCF = -29.914622
ZPE = 5.000000

Hzgs = -29.760381
Gogs = -29.811772

SCFprT = -699.635399

35-Cl1
I -1.6095 1.0479 -3.2604
Cl -1.4952 1.5197 -5.9101
C -1.0445 0.5419 -1.2903
N 0.2595 -0.2125 1.0649
C -0.9395 -0.8081 -0.8939
C -0.3934 1.4816 -0.4633
C 0.2268 1.0919 0.6825
C -0.3074 -1.1500 0.2609
H -1.3850 -1.5739 -1.5087
H -04077 25244 -0.7381
H 06992 1.7962 1.3502
H -0.2471 -2.1722 0.6025
H 20035 -0.7321 2.1012
C 09335 -0.5953 2.2804
H 08046 0.1767  3.0382
H 05219 -1.5304 2.6564

SCF = -27.649664
ZPE = 0.114567

Hogs = -27.523776
Gogs = -27.572535

SCFprT = -1045.495653

36
-0.3798  0.5931 -0.1574
-0.5758  1.8433 -0.5949
-0.32563 2.7039  0.3998
0.0046  0.6640  1.1477
0.2240 -0.2073  1.7308
0.0386  1.9798  1.4951
0.2922 24384  2.4293
-1.1731  2.3648  -2.5109
0.2521  4.5234  -0.4429
-0.4245 4.1364  0.3209
-0.1585 4.5674  1.2831
-1.4430 4.4340  0.0658
0.1250 -0.6020 -1.7918
-0.5466 -0.6073 -0.9316
-0.3199 -1.4695 -0.3090
-1.5732  -0.6879 -1.2928

mmomm@mao@mn~@mDamazaz

SCF = -24.054183
ZPE = 0.125504

Hags = -23.918947
Gags = -23.963636

SCFprr = -602.352911
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36-OCH2
-0.3738  0.5810 -0.1550
-0.5568  1.8077 -0.6572
-0.3428  2.7068  0.3106
-0.0363  0.7058  1.1601
0.1628 -0.1398  1.7859
-0.0169 2.0342  1.4513
0.2016  2.5350  2.3720
-1.0881 2.2301 -2.6168
0.2542  4.4831 -0.6029
-0.4442  4.1326  0.1588
-0.2097 4.6124  1.1059
-1.4554  4.4107 -0.1428
0.1866 -0.6714 -1.7257
-0.5132  -0.6475 -0.8887
-0.3083 -1.4861 -0.2275
-1.5264 -0.7410 -1.2832
-1.8058  2.5608  -5.1959
-1.9446  3.4611 -5.9752
-2.2625 3.2801 -7.0110
-1.7658  4.5133 -5.7114

mmoommaoammmaoam~IZDaQ@EDaQZaZ

SCF = -31.248635
ZPE = 0.152572

H298 == -31.081754
Gags = -31.136612

SCFprT = -716.898993

36-Cl1
-0.3670  0.5990 -0.1145
-0.5689 1.8383 -0.5759
-0.3133  2.6771  0.4345
0.0190 0.6527  1.1964
0.2358 -0.2234 1.7720
0.0529 19649  1.5430
0.3044 24310  2.4732
-1.2671  2.4468 -2.8100
0.2511  4.4737 -0.4423
-0.4179  4.1061  0.3360
-0.1556  4.5596  1.2894
-1.4361  4.3852  0.0642
0.1265 -0.5587 -1.7673
-0.5388 -0.5883 -0.9042
-0.3173  -1.4656 -0.3004
-1.5639 -0.6438 -1.2710
-1.9937  3.0774  -5.1258

AQrmaoaZzmaEZ—=TZaEZaQzaz

SCF = -28.993703
ZPE = 5.000000

Hy9s = -28.858591
Gogs = -28.904737

SCFprT = -1062.780078

37
-0.3329 0.5907  -0.1791
-0.5460 1.8463 -0.6012
-0.3496 27043  0.4115
0.0234 0.6513  1.1415
-0.0119 19711 1.5172
-1.0963  2.3794  -2.5241
-0.3963 4.4706 -0.6854
-0.4488  4.1410  0.3510
0.3705 4.5961  0.9079
-1.3926  4.4787  0.7848
0.5029 -0.9830 -1.2749
-0.4751 -0.6124 -0.9603
-0.9647 -1.3865 -0.3693
-1.0787 -0.4088 -1.8433
0.4192 -0.5741 1.9467
0.2126  2.5975  2.8824
1.2381 -0.2546  2.9323
1.0522  -1.4528 1.1660
-0.6539 -1.1815  2.4464
1.4582  3.05615  2.9975
-0.6108  3.6347  3.0524
-0.0282 1.7340  3.8517

THEHEHEEHEQOQOEEZEQENEZDQE~QQzaZ

SCF = -55.692334
ZPE = 0.132318

Hz9s = -55.542766
Gags = -55.604305

SCFprr = -1276.654285
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37-OCH2 SCF = -33.055947
-0.3266  0.6115  -0.2040 ZPE = 0.122135
-0.5952  1.8477 -0.6458 Hags = -32.920177
04213 2.7236  0.3567 Gags = -32.973551
0.0352  0.7015 1.1124
-0.0309 2.0243  1.4689 SCFppr = -786.849195

-1.1833  2.3097  -2.5826
-0.8588  4.4112  -0.7650
-0.6136  4.1492  0.2621
0.2940  4.6757  0.5587
-1.4266 4.4691  0.9153
0.6073 -0.9714 -1.1939
-0.3974  -0.6095 -0.9656
-0.9228 -1.3762 -0.3956
-0.9326 -0.4301 -1.8960
0.4303 -0.5198 1.9101
0.2643  2.6113  2.8352
0.8947 -0.2084  3.1045
1.3766  -1.2045 1.2589
-0.6147  -1.3391  2.0592
1.5558  2.4850  3.1289
-0.0360  3.9068  2.9000
-0.4491  1.9903  3.7686
-2.0655 2.7470  -5.0079
-1.7594  3.3921 -5.9735
-2.3588  3.3569  -6.8931
-0.8775  4.0466 -6.0017

38-OCH2
0.0816 -0.9918 -0.9029
-0.4336 0.1030 -1.4776
-0.5274  1.0775  -0.5614
0.3251 -0.7121  0.4182
-0.0601  0.5975  0.6342
-1.0150  0.3022  -3.4623
-2.0612  2.3546 -1.1608
-1.0339  2.4033 -0.7956
-0.4219  2.9145 -1.5408
-1.0102  2.9675  0.1355
0.1120 -2.2170 -2.5807
0.3459 -2.2643 -1.5190
1.3969 -2.5284 -1.3907
-0.2625 -3.0399 -1.0500
0.8705 -1.6462 1.3205
1.3139 -2.4161 2.0398
-0.0107  1.3558  1.8205
0.0241  1.9825  2.7760
-1.8059 0.3668  -5.9881
-1.8818 1.1534 -6.8910
-2.2724  0.8579  -7.8739
-1.5716  2.2036 -6.7976

TmQoHHEEHmHHHMOOQEZDQDEZEQE~QQZaz

SCF = -62.893624
ZPE = 0.159641

Hags = -62.712327
Gags = -62.782850

TrZQozaozZza@@maomm@mazr—~aazaz

SCF = -40.253379
ZPE = 5.000000

Hayos = -40.086909
Gags = -40.148505

SCFprT = -1391.202097

38
0.0676 -0.9763 -0.8731 SCFprr = -901.398233
-0.4930 0.1250 -1.3923
-0.5407  1.0902 -0.4635
0.3907 -0.7108 0.4314
0.0067  0.5938  0.6900
-1.1823 0.3079 -3.3381
-2.1253 2.3668  -0.9217
-1.0716  2.4159  -0.6406
-0.5248  2.9405 -1.4264
-0.9757  2.9695  0.2923
0.9399 -2.0640 -2.4244
0.2925 -2.2207 -1.5596
0.7687 -2.9257 -0.8796
-0.6550 -2.6394 -1.9040
1.0014 -1.6433 1.2953
1.4963 -2.4055 1.9883
0.1254 1.3328  1.8853
0.2175 19392  2.8496

zaozaommaomEmEmaom—~QQzaZz
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39 SCF = -35.339704
-0.3494 05975 -0.1744 ZPE = 5.000000

-0.5475 1.8475 -0.6109 Haos = -35.143488
0.3341  2.6989  0.4000 Gaos = -35.201634
0.0012  0.6505  1.1549

0.0106 1.9723  1.5162 SCFppr = -1141.438841

-1.0972 2.3802 -2.5449
-0.7160 4.4739 -0.6173
-0.4344 4.1323  0.3763
0.5246  4.5765  0.6455
-1.1874  4.4643  1.0921
0.4861 -1.1507 -0.9292
-0.4684 -0.6230 -0.9238
-1.2218  -1.2668 -0.4683
-0.7598 -0.4085 -1.9496
0.2894 -0.5724 1.9362
1.1218 -1.1230  1.4997
-0.5769 -1.2325  1.9549
0.5465 -0.3142  2.9580
0.3122  2.6237  2.8099
1.1566  3.3049  2.7124
0.5574 1.8778  3.5587
-0.5436  3.1980  3.1625

39-OCH2
-0.3207  0.5568  -0.1858
-0.5088  1.7885 -0.6738
-0.3218  2.6700  0.3155
-0.0050 0.6528  1.1505
-0.0057 19844  1.4666
-1.0097  2.2440 -2.6407
-0.6873  4.3932  -0.7829
-0.4263 4.1002  0.2316
0.5244  4.5609  0.5024
-1.1966  4.4589  0.9153
0.5298 -1.2138 -0.8698
-0.4232 -0.6845 -0.9021
-1.1891 -1.3144 -0.4481
-0.6890 -0.4949 -1.9398
0.2630 -0.5442 1.9790
1.1068 -1.1074 1.5823
-0.6035 -1.2040 1.9959
0.4930 -0.2522  2.9983
0.2610 2.6821  2.7446
1.1058  3.3625  2.6444
0.4891 19633  3.5246
-0.6055  3.2648  3.0548
-1.6904  2.6122  -5.2490
-1.8249  3.5218 -6.0174
-2.1217  3.3540  -7.0620
-1.6632  4.5721  -5.7347

momomommo@mDomn@maommDTmaomn~QQzaz

SCF = -30.407459
ZPE = 0.180027

Haos = -30.214165
Gags = -30.266160

SCFprT = -681.016240

39-Cl1
-0.3390 0.6029 -0.1343
-0.5422 1.8424 -0.5924
-0.3240 2.6736  0.4318

mmoommmaomomaomIEoamEmEmaEm—~QQZzZaZ

0.0135 0.6417  1.1992 SCF = -37.600052
0.0229 1.9572  1.5588 ZPE = 0.207144
11788 2.4600 -2.8347 Hags = -37.375090
20.7200  4.3731  -0.6489 Gags = -37.437054
0.4356  4.1026  0.3652

0.5183 4.5712  0.6116 SCFppr = -795.561265

-1.1958  4.4585  1.0621
0.4793 -1.1301 -0.9529
-0.4690 -0.5919 -0.9182
-1.2320 -1.2454 -0.4932
-0.7590 -0.3054 -1.9264
-1.8438  3.1054 -5.1779
0.3008 -0.5905 1.9748
1.1321  -1.1382  1.5317
-0.5681 -1.2480 1.9872
0.5589 -0.3386  2.9989
0.3238  2.6195  2.8524
1.1667  3.3022  2.7475
0.5706  1.8780  3.6060
-0.5348  3.1943  3.1984

IonDmOoQN@DDQQrmamEImamn—aazaz
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40 40-OCH2
-0.1334 -1.1239 -1.0358 -0.1252  -1.1290 -1.0554
-0.4649  0.0698 -1.5534 -0.4454 0.0574 -1.5939
-0.4912  0.9817 -0.5831 -0.4782  0.9765 -0.6313
0.0610 -0.9719 0.3158 0.0545 -0.9652  0.2967
-0.1607  0.3573  0.6139 -0.1655 0.3652  0.5777
-0.8519  0.4197  -3.5569 -0.8128  0.3710  -3.6067
-1.7163  2.4692 -1.3705 -1.6754  2.4532 -1.4722
-0.8561  2.3690 -0.7090 -0.8356  2.3622  -0.7840
-0.0281  2.9509 -1.1177 0.00564 29369 -1.1765
-1.1185  2.7456  0.2788 -1.1247  2.7530  0.1905
0.7901  -2.2952 -2.4965 0.8028 -2.3092 -2.5043
-0.0045 -2.3671 -1.7529 0.0043 -2.3762 -1.7645
0.2385 -3.1480 -1.0358 0.2398 -3.1548 -1.0428
-0.9411 -2.6118 -2.2548 -0.9293 -2.6185 -2.2728
0.3658 -2.0424 1.0345 0.3480 -2.0327 1.0316
-0.1619 1.0191  1.7770 -0.1754  1.0435  1.7355
1.0269  1.7555  2.1058 1.0149  1.7748  2.0599
1.8897  1.0903  2.1773 1.8732 1.1049  2.1463
0.8255 2.2019  3.0759 0.8126  2.2382  3.0218
1.2281  2.5388  1.3731 1.2268  2.5452  1.3162
0.4789 -1.8882  2.4477 0.4424 -1.8581 2.4417
1.3828 -1.3336  2.7059 1.3414  -1.2971  2.7045
0.5478 -2.8994  2.8415 0.5078 -2.8628  2.8522
-0.3958 -1.3837  2.8590 -0.4383 -1.3486  2.8343
-1.2675 0.5702 -6.2681
-1.4986 1.4396 -7.0604
-1.6479  1.2204 -8.1267
-1.5754 24997  -6.7797

mmooom@mEDooomIaDmmam—~QQZazZ

SCF = -38.513492
ZPE = 0.187119

Hags = -38.310776
ngg == -38367960

mmoommEmaoEEmEmooomEaEEEmQOE~QQZQZ

SCF = -45.707166
SCFprT = -831.458619 ZPE = 0.214273

Hags = -45.472757

ngs = -45.539856

SCFprr = -946.003328

7.9 ONIOM(DFT:AM1) (Link Atom = F)
1-C1
H 27181 0.0338 -1.4693
C 21191 0.0442 -0.5471
C 0.6030 0.0882 1.7884
C 1.6812 -1.1494 0.0145
C 1.8018 1.2640 0.0548
C 1.0423 1.2863 1.2247
C 0.9245 -1.1272 1.1804
H 21483 2.2071 -0.3899
H 05749 -2.0681 1.6298
H 0.0047 0.1048  2.7098
I 21944 -3.1194 -0.9624
Cl 27790 -5.3635 -2.0725
H 0.7910 2.2437 1.7003
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SCF = -857.742791

2-Cl
H 03762 0.1561
C 0.2313 0.1369
C -0.1372 0.0950
C 0.3466 -1.0607
C -0.0678 1.3215
C -0.2538 1.3040
C 0.1626 -1.0785
H -0.1591 2.2683
H 02530 -2.0233
H -0.2828 0.0816
I 08354 -29914
Cl 1.3784 -5.1418

C -0.5589 2.5048
N -0.8093 3.4903

SCF = -857.703032

3-Cl
H 0.3743 0.1405
C 02319 0.1233
C -0.1296 0.0777
C 03495 -1.0735
C -0.0658 1.3107
C -0.2471 1.2843
C 01690 -1.0911
H -0.1596 2.2594
H 02617 -2.0361
H -0.2731 0.0668
I 08401 -3.0217
Cl 1.3768 -5.1566
N -0.5634 2.5328
O -0.6643 3.5676
O -0.7193 2.5106

SCF = -857.755432

0.0636
1.1539
3.9201
1.8519
1.8249
3.2162
3.2305
1.2741
3.7867
5.0095
0.7400
-0.4955
3.9092
4.4777

0.0532
1.1442
3.9187
1.8441
1.8075
3.2032
3.2236
1.2565
3.7798
5.0104
0.7251
-0.4979
3.9230
3.3104
5.1195

ODommoQ~OmOmTmoaoacacacaam

0.3834
0.2360
-0.1428
0.3501
-0.0666
-0.2578
0.1602
-0.1575
0.2473
-0.2938
0.8383
1.3945
-0.5634
-1.1984
0.3833
-1.1042

4-Cl1
0.1353
0.1154
0.0855
-1.0810
1.2999
1.2936
-1.0935
2.2439
-2.0356
0.0716
-2.9926
-5.1698
2.5497
2.3515
3.0372
3.2712

SCF = -857.754629

mDomomoomooQzZzQ~Ommaoaoaaaadm

1.3588
0.7874
-0.6552
0.3754
0.4869
-0.2409
-0.3416
0.8329
-0.6753
-1.2254
0.8518
1.3904
-0.4845
-1.5917
-0.4392
-2.5402
-1.7920
-1.3093
-1.0796
-0.7722
0.6237

5-Cl
0.0659
0.0733
0.1251
-1.1211
1.2981
1.3488
-1.0860
2.2188
-2.0230
0.1048
-3.0896
-5.3382
2.5911
2.5848
3.7591
2.1731
3.6274
1.9573
3.6674
4.6624
3.9249

SCF = -857.726537

203

0.0563
1.1461
3.9029
1.8440
1.8190
3.2056
3.2208
1.2634
3.7817
4.9916
0.7473
-0.5019
3.9273
4.8257
4.2722
3.2666

0.2494
1.1900
3.5661
1.7633
1.7848
2.9946
2.9506
1.2947
3.4217
4.5053
0.7752
-0.3551
3.6573
4.5849
2.8090
4.1438
4.9477
5.4718
1.8896
3.3851
2.4880
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6-Cl
0.3009  0.1305
0.2171  0.0744
0.0023  -0.0594
0.3685 -1.1456
-0.0418  1.2392
-0.1479  1.1613
0.2614 -1.2096
-0.1637  2.2089
0.3800 -2.1713
-0.0797  -0.1253
0.7882 -3.0174
1.2637  -5.1466
-0.4075  2.3745
-0.5162  2.3188
0.4379  1.9619
-1.3622  1.6573
-0.7203  3.3786

i NoNo RSN NN NoNoNo N o Ro No R~

SCF = -857.803798

7-Cl
1.2291  0.4197
0.5834  0.0961
-1.0435 -0.7046
0.2871  -1.2520
0.0611  1.0485
-0.7541  0.6530
-0.5313  -1.6486
0.2875  2.1150
-0.7752  -2.7119
-1.6790 -1.0202
1.1419  -2.7964
2.1097  -4.5374
-1.4880  1.7747
-0.1478  2.7244
-0.6007  3.5297
0.4493  3.1841
0.5369  2.1168

CEDImQraA—~mmmaaaaaaT

SCF = -857.745920

0.0509
1.1465
3.9305
1.7966
1.8674
3.2661
3.1781
1.3685
3.6990
5.0226
0.6048
-0.7501
3.8994
5.3113
5.7713
5.6207
5.6078

0.8725
1.7019
3.8142
1.8720
2.5765
3.6416
2.9236
2.4312
3.0637
4.6549
0.4472
-1.1536
4.7010
5.3173
5.9388
4.4987
5.9495

8-Cl
0.5465  0.1411
0.3305  0.1108
-0.2189  0.0454
0.3563  -1.0998
0.0311  1.2950
-0.2437  1.2585
0.0825 -1.1302
0.0078  2.2575
0.1018  -2.0846
-0.4362  0.0258
0.8465 -3.0346
1.3898  -5.1850
-0.5680  2.5529
-0.8253  2.4409
0.4208  3.5105
-1.6736  3.2213

HHmQAQ—-IZIOoDIEZmaaoaoaaadm

SCF = -858.003139

9-Cl
H 03610 0.1463
C 0.2235 0.1270
C  -0.1286 0.0990
C  0.3469 -1.0675
C -0.0756 1.3144
C -0.2515 1.2969
C 01709 -1.0790
H -0.1713 2.2546
H 0.2666 -2.0194
H -0.2661 0.0803
I 08332 -2.9927
Cl 13777 -5.1529
Br -0.6553 2.8919

SCF = -857.741467

204

0.0763
1.1543
3.8903
1.8393
1.8264
3.1975
3.2023
1.2954
3.7489
4.9683
0.7297
-0.5003
3.9162
5.2634
3.8620
3.4380

0.0613
1.1524
3.9173
1.8520
1.8231
3.2090
3.2304
1.2614
3.7929
5.0080
0.7461
-0.4930
4.1245



Supporting Information

7 STRUCTURES

ZAaZazZzazZazaoQ~aoaoaaaa

0.2168
-0.1310
0.1237
0.1357
-0.0380
-0.0501
0.5213
0.8271
0.2028
0.2662
-0.1446
-0.2213
-0.3055
-0.4483
-0.1202
-0.1868
0.2272
0.3008

10-Cl1
-0.0227
0.0051
-1.2207
1.1891
1.2155
-1.2192
-0.0464
-0.0711
-2.4701
-3.4958
-2.4414
-3.4429
0.0191
0.0306
2.4518
3.4648
2.4249
3.4397

SCF = -857.502353

QmmEEE—0a0a0aaan

0.2156
-0.1311
0.1030
0.1563
-0.0173
-0.0714
0.5100
0.1545
-0.1799
-0.2964
-0.0739
0.2607
0.8161

11-C1
-0.0258
0.0110
-1.2201
1.1866
1.2229
-1.2193
-0.0568
-2.4227
-2.3829
0.0286
2.4040
2.3726
-0.0881

SCF = -858.102058

MHE—-—~Q~0aaaan

0.5676
-0.0130
0.2465
0.5977
0.3087
-0.0506
1.0584
1.5656
-0.5180
0.3552
-0.2942
0.2171
0.9095

12-Cl1
-0.2793
0.5828
-1.2049
1.0787
1.5394
-0.7954
-1.0130
-1.7799
-2.1516
3.5208
1.0000
-2.5238
1.9788

1.1372
3.9357
1.8460
1.8235
3.2224
3.2451
-1.2666
-3.6893
1.1682
0.6228
3.9679
4.5553
5.3461
6.5009
3.9223
4.4909
1.1226
0.5584

1.1406
3.9555
1.8499
1.8249
3.2371
3.2624
-1.2226
1.2296
3.9458
5.2998
3.8961
1.1799
-3.6787

1.0811
3.6880
2.0733
1.3963
2.7045
3.3966
-1.1332
-3.4326
4.8368
3.1556
4.9497
1.7694
0.4344

SCF = -857.896235

C
I
Cl
Br
Br
Br

0.0017
-0.0052

-0.0107
-0.9210

1.8173

-0.8879

13-Cl1
-0.0045
-0.0166
-0.0300
-1.5626
-0.0205
1.5804

SCF = -857.805928

C
I
Cl
F
F
F

0.0003
-0.0004
-0.0011
-0.6280

1.2452
-0.6161

14-Cl1
-0.0040
-0.0190
-0.0333
-1.0750
-0.0072
1.0811

SCF = -858.079047

C
I

=l N Nl No¥--1--F--Fo Yo'

-0.0006
0.0091
0.0205

-0.7194

-0.1974

-1.7674

-0.7699
1.4313
1.9607
1.5204
1.9611
-0.7188
-0.1958
-0.7701
-1.7665

15-Cl1
-0.0039
-0.0120
-0.0219
-1.2440
-2.1560
-1.2485
-1.3218
-0.0029
-0.9109
0.0007
0.9025
1.2392
2.1485
1.3239
1.2422

SCF = -857.818910

205

C
I

ZazazaQ

-0.0013
0.0012
0.0031

-0.6984

-1.2789
1.3953
2.5581
-0.7011
-1.2839

16-Cl1

-0.0027
-0.0159
-0.0273
-1.2124
-2.2197
-0.0005
0.0012
1.2067
2.2135

1.2847
-1.1767
-3.6287

1.7554

1.7371

1.7311

1.1184
-1.4302
-3.8755

1.7013

1.6944

1.6880

1.1583
-1.2213
-3.7907

1.5798

1.2000

1.1923

2.6978

1.5844

1.2053

2.7027

1.1994

1.5716

1.1867

2.6892

1.1833

1.5525
-1.3484
-3.7197

1.7009

1.8117

1.6973

1.8051

1.6906

1.7928



Supporting Information

7 STRUCTURES

SCF = -857.693323

1
Cl

N
C
C
@)
O
C
H
H
C
H
H

17-Cl
0.3449 -1.6579
1.1753  -2.7746
-0.6103  -0.3909
0.0130 -0.3536
-1.7995 0.3103
1.1022 -0.8761
-2.6260  0.4895
-2.0376  0.8983
-2.1209  2.0075
-2.9872  0.4927
-0.8170  0.4511
-0.2144  1.3089
-1.0807 -0.2060

SCF = -857.923424

I
Cl

C
H
C
H
H

18-Cl1
-0.0038  0.0021
-0.0057  0.1092
-0.0020 -0.0556
-0.0045 0.9434
0.0017 -1.1668
0.0025 -1.1809
0.0042 -2.1668

SCF = -857.747690

1
Cl

C
H
C
H
C
N

19-Cl
-0.0047 -0.0387
-0.0054 -0.0194
-0.0041  -0.0227
-0.0105 0.9833
0.0032 -1.1364
0.0096 -2.1380
0.0038 -1.1653
0.0042  -1.1994

SCF = -857.716977

-2.0910
-4.0217
0.1092
1.3421
0.1746
1.6575
-0.7439
1.5904
1.5256
2.0089
2.3767
2.7540
3.2369

-1.0191
-3.6365
1.1989
1.6381
1.9098
3.0106
1.4566

-1.0453
-3.5987
1.2140
1.6356
1.9369
1.4724
3.3580
4.5237

20-Cl1
I -0.0634 -0.0227
Cl 0.2424 0.1902
C -0.3501 -0.1835
H -0.9360 0.6391
C 01592 -1.1884
H 0.7437 -1.9948
N 0.1229 -1.3683
C -0.3282 -2.6801
H 0.2294 -3.4590
H -1.4302 -2.8425
H -0.1075 -2.8182
C -0.5062 -0.3034
H -0.0211 0.6674
H -0.3534 -0.4823
H -1.6113 -0.2149

SCF = -857.742777

21-Cl1
I 0.0285 -0.0563
Cl 0.3037 -0.1436
C -0.1875 0.0175
H -0.4166 0.0874
C -0.3094 0.0548

SCF = -0.128955

22-Cl1
I 0.0352 -0.0569
Cl 0.2947 -0.1423
C -0.1896 0.0190
C -0.3145 0.0573
C -0.4564 0.1008
N -0.5777 0.1377

SCF = -0.130141
23-Cl1

I 0.0285 -0.0558

Cl  0.2904 -0.1400

C -0.1973 0.0194
N -0.3185 0.0582

SCF = -0.129991

206

-1.0257
-3.6075
1.1700
1.5777
1.8766
1.3924
3.2915
3.6960
3.1137
3.5386
4.7877
4.0341
3.7520
5.1311
3.8420

-0.9261
-3.5166
1.1717
3.4167
2.3654

-0.9586
-3.4666
1.2226
2.4220
3.7793
4.9397

-0.8912
-3.4145
1.2853
2.4432



Supporting Information

7 STRUCTURES

24-Cl
-0.8817  0.4580
0.9897  -0.4678
-1.0583 -0.8020
0.2342  1.2613
1.1721  0.7859
-0.1154  -1.2473
-0.2687 -2.5616
-0.2612  -5.0356
0.3367 -3.7081
-0.9509 -2.6832
-0.9472  -3.9145
0.3404  -4.9395
-0.1000 -6.2503
0.2648  -8.5330
-1.0383  -7.2913
1.0082 -6.3291
1.1981 -7.4649
-0.8541 -8.4374
2.4232  -4.6282
2.4136 -1.2718
0.4353 -9.6384
2.2527  -7.5900
-1.7209 -9.4778
0.9576  -6.0030
0.9506 -3.6613
-1.6017 -1.6302
-1.5946 -3.9721
-1.7531  0.9475
0.3974  2.4722
2.2235 1.5784
3.9429  -2.4718
-2.6492  -1.9678
-2.6337 -7.1333

elal i io GGG ECESESEGCEEE T No o RoNo Yo o loRo Jo o No o Ro o Ro Ro o Xo)

SCF = -1255.752252

1.5708
3.4608
2.1693
1.9168
2.8708
3.1091
3.7551
5.1855
3.2028
4.9823
5.6942
3.9148
6.0020
7.5809
5.9221
6.8496
7.6416
6.7154
6.8929
4.9525
8.3410
8.4779
6.6866
3.3532
1.9994
5.5254
6.8794
0.6567
1.3372
3.1767
6.7442
1.6893
4.6770

25-Cl1
0.3063  -1.3400
-0.3277  1.4027
1.3512  -0.3894
-1.0493 -0.9466
-1.3512  0.4293
1.0185  0.9793
2.7597  -0.8224
5.4392 -1.6462
3.3694  -1.1029
3.4649  -0.9460
4.8091 -1.3595
4.7060 -1.5142
-2.1225 -1.9557
-4.1629 -3.8762
-2.7235 -2.3819
-2.5230 -2.4719
-3.5405 -3.4304
-3.7470  -3.3454
-0.6546  2.8219
-1.2731  5.5178
-0.7509  3.2938
-0.8623  3.6734
-1.1726  5.0260
-1.0592  4.6380
2.5472  -0.5307
2.1880 -0.8798
-1.5311  -1.7453
-2.1159 -1.6111
-0.4150  1.9016
-0.7147  2.9523
0.1388  -0.4000
0.6090 -2.6501
-2.6424  0.8209
2.0062  1.8998
-3.9627  -3.9586
-5.1471  -4.8020
-4.3657  -3.7970
5.5428  -1.4981
6.7314 -2.0430
5.3392 -1.7961
-1.5714  6.8185
-1.3841  5.8972
-1.1635  5.1422

SRR NSRSl R RSSO RSN RN o Ro Yo No o o Ro o Ro NoNo Yo o No Yo o lo o o o Ro No o Xe!

SCF = -1653.262792

207

0.3939
0.1302
0.3355
0.3118
0.1915
0.2150
0.3219
0.2632
-0.9085
1.5293
1.4997
-0.9451
0.2743
0.1706
1.4691
-0.9657
-1.0247
1.4169
-0.0948
-0.5542
-1.4114
1.0015
0.7709
-1.6475
3.2914
-2.6759
-2.7119
3.2456
-2.9905
2.8929
-4.5442
0.5222
0.1253
0.1714
-2.1949
0.1254
2.5330
2.6288
0.2398
-2.1054
-0.7710
1.7851
-2.8970



Supporting Information

7 STRUCTURES
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26-Cl
-1.4202 0.8521
-1.3254  1.5876
-1.0869  3.4504
-1.1294  1.1589
-1.4030  2.9582
-1.2850  3.8810
-1.0061  2.0864
-1.5583  3.2993
-1.3478  4.9595
-0.9945 4.1869
-0.7995  1.5302
-0.4099  0.2185
-0.7460  0.1276
-0.6561  2.2751
-0.4620 1.6104
-0.5536  -0.5343
-0.6949  3.3737
-0.3494  2.1955
-0.5119 -1.6326
-0.2561  -0.2935
-0.9995 -0.7008
-1.3178  -1.4893

SCF = -957.394698

SRR GRS NoNe SO TR N:-NoRoNo o No ko i:-N-:-NoNoRo o Xo RO )="

27-Cl
-0.0014 0.1141
-0.0097  0.0996
-0.0286  0.0919
-0.0407 -1.0860
0.0117  1.3081
0.0013  1.2941
-0.0494 -1.1113
0.0413  2.2681
-0.0308  0.1096
-0.0804 -2.4393
-0.1430 -5.0724
-0.1009 -3.5420
-0.0905 -2.6769
-0.1210  -3.9919
-0.1328  -4.8453
-0.0794 -1.8370
-0.1502  -5.7062
-0.1731  -6.1054
-0.0813 -3.0392
-0.1336  -5.4054
0.0054  2.6150
-0.1132  -4.2424
0.6523  3.6415
0.6051  2.5557
-1.2484  3.1145
-0.7344  -3.2652
-0.7308  -5.4066
1.1466  -4.3288

-2.0932
-1.2668
0.8188
0.0390
-1.5314
-0.4950
1.1020
-2.5662
-0.7090
1.6308
2.4348
4.8700
2.5016
3.6073
4.8209
3.6974
3.5834
5.7463
3.7432
5.8316
0.6014
-1.7324

0.1438
1.2443
4.0622
1.9499
1.9521
3.3476
3.3545
1.4114
5.1637
3.9571
4.9254
3.0690
5.3323
5.8050
3.5453
6.0463
2.8425
5.3107
1.1845
0.5043
4.1122
7.3132
3.4689
5.3465
4.3698
8.0510
7.6965
7.8532

SCF = -957.884494

28-Cl1
-0.1577  0.1246
-0.1242  0.1112
-0.0379  0.1001
-0.1206 -1.0754
-0.0843  1.3198
-0.0417  1.3112
-0.0777  -1.1012
-0.0867  2.2761
-0.0041  0.1110
-0.0791  -2.4308
-0.0884 -5.0680
-0.1241 -3.5314
-0.0392  -2.6690
-0.0440 -3.9885
-0.1286 -4.8357
-0.0040 -1.8273
-0.1641  -5.6940
-0.0920 -6.1031
-0.1769  -3.0254
-0.2412  -5.3936
-0.0020  2.5410
0.0303  3.5471
-0.0033  -4.2247
0.0298 -4.4182

oW Ao Ol N=-i::N.-NoNoNoNoRoRoi=-R:-No o No o No Ro ==

SCF = -957.287804

208

0.1602
1.2603
4.0773
1.9649
1.9650
3.3655
3.3688
1.4191
5.1772
3.9707
4.9332
3.0811
5.3442
5.8229
3.5560
6.0534
2.8506
5.3104
1.1997
0.5138
4.0789
4.6620
7.2255
8.3720



Supporting Information

7 STRUCTURES

29-Cl
-0.0060 0.1218
-0.0420  0.0943
-0.1410  0.0552
-0.0356 -1.1036
-0.0987  1.2943
-0.1387  1.3019
-0.0853 -1.1339
-0.1073  2.2347
-0.1782  0.0198
-0.0737  -2.4735
-0.0461 -5.1169
-0.0142  -3.5569
-0.1182  -2.7213
-0.0962 -4.0538
-0.0012  -4.8640
-0.1648 -1.8681
0.0429 -5.7127
-0.0380 -6.1658
0.0410 -3.0298
0.1259 -5.4132
-0.1052  2.5086
-0.0757 -4.3016
-0.3510  3.7284
0.4696  3.8776
-0.3374  4.5991
-1.3378  3.7182
-0.5501  2.4768
0.2046  1.9156
-1.5506  1.9770
-0.6238  3.5198
-0.3606 -3.2286
0.4475  -2.4509
-0.3828 -3.6125
-1.3495 -2.7429
-0.2401  -5.6503
0.6139 -6.2803
-1.2043 -6.1015
-0.2324  -5.6715

asliasfasN@ Rz fia:NoRarliafiai NNl N o WA HON Nl B NoNo o o Xo Ro i =N NoRo o N o o N R=:

SCF = -957.369274

0.1761
1.2762
4.0815
1.9594
1.9844
3.4001
3.3620
1.4137
5.1798
3.9542
4.8796
3.0445
5.3186
5.8185
3.5153
6.0111
2.7994
5.2121
1.1838
0.4390
4.1218
7.1881
3.3971
2.6445
4.1042
2.8584
5.4913
6.1060
5.6057
5.8971
8.1000
8.0255
9.1537
7.8746
7.6569
7.2864
7.2947
8.7782

30-Cl1
1.5574 -0.5331
0.6377 -0.1163
-1.6895  0.9787
-0.5038  -0.8965
0.6228  1.2212
-0.5423  1.7609
-1.6661 -0.3579
1.5184 1.8514
-2.6063  1.4176
0.9558 -2.9584
-0.4673  -5.1178
-0.0692  -3.5535
1.2674 -3.4385
0.5529  -4.5176
-0.7795  -4.6350
2.0716 -2.9673
-1.5713  -5.1377
-1.0275  -5.9713
-0.4932 -2.8961
-0.4811 -5.2437
-0.5564  3.2153
0.9058  -5.0539
-0.1763  3.3907
-1.7838  3.8265
0.2806  4.0444
1.3743  -4.1008
-0.1443 -5.6374
1.8836 -6.0178
-2.5766 -0.9667
1.5198  -2.0997

iR NNl NoNo RO R Rl NoNo oo Yo NoR:"N-:RoNo N o No No N o B =+

SCF = -957.889007

209

1.6853
2.1247
3.2194
2.2750
2.5249
3.0741
2.8142
2.4039
3.6446
4.0986
5.1566
3.3555
5.3691
5.8940
3.8843
5.9578
3.2982
5.5737
1.5792
0.8290
3.5334
7.2807
4.8427
3.4550
2.8271
8.1512
7.9453
7.2714
2.9271
3.6944



Supporting Information

7 STRUCTURES

31-Cl1
1.6640 -0.3113
0.6073  -0.0189
-2.0672  0.7567
-0.4149 -0.8967
0.3005  1.2565
-1.0402  1.6448
-1.7468 -0.5159
1.1068  1.9550
-3.1199  1.0639
1.3290 -4.3386
-0.6653 -3.8837
0.2178  -3.5529
1.4475  -4.8958
0.4515 -4.6689
-0.7785  -3.3303
2.3232  -5.5184
-1.6578  -2.7072
-1.4535 -3.7059
0.0477  -2.7977
0.6082  -5.0368
-2.5608 -1.2032
2.1088  -4.5517
-1.3602  2.9422
-1.6223  4.0032
0.5701  -5.2350
0.6674 -5.6976

ZazZzam@mQ~@ODIZDIZaooaoaocaam@maoaaaaanm

SCF = -957.292270

2.4980
2.6004
2.8564
2.2600
3.0775
3.2072
2.3828
3.3490
2.9523
3.5530
5.4625
3.2336
4.8261
5.7844
4.1899
5.0696
3.9504
6.2108
1.4551
0.5829
2.1035
2.7985
3.6938
4.0925
7.0839
8.1466

32-Cl1
1.7488  -0.2989
0.6894 -0.0149
-1.9795  0.7424
-0.3197  -0.8845
0.3827  1.2322
-0.9663  1.6396
-1.6490 -0.5000
1.2098  1.8926
-3.0425  1.0120
1.3999  -4.4337
-0.5146 -3.9851
0.3223  -3.5787
1.5324  -5.0577
0.5808  -4.8463
-0.6307 -3.3701
2.3914 -5.7281
-1.4877  -2.6972
-1.2894 -3.7912
0.1434 -2.7327
0.7139  -4.9319
-2.4622 -1.1721
2.1463 -4.6454
-1.2901  2.8584
0.7403  -5.4199
-2.6306  3.3572
-2.7205  4.3761
-3.3444  2.6701
-2.9313  3.4241
-0.2480  3.8444
0.2339  4.0844
0.5403  3.4570
-0.6661  4.7905
1.7292  -6.4486
2.7513  -6.0157
1.5724  -7.3032
1.6900 -6.8444
-0.3462  -5.3589
-0.0759 -5.9115
-1.2872  -5.8064
-0.5468  -4.2860

DO QZODmaoamaOOoQZzoQ~O@OzZooaoacaa@mmanoanaoaam

SCF = -957.375266

210

2.7267
2.8319
3.0986
2.4368
3.3652
3.5230
2.5699
3.6643
3.1822
3.5461
5.5255
3.2875
4.7763
5.8098
4.2905
4.9296
4.1092
6.2820
1.5664
0.5089
2.2514
2.7574
4.1405
7.0666
3.9733
4.4337
4.5028
2.8921
4.2634
3.2764
4.9638
4.6973
7.2435
7.0675
6.5298
8.2922
8.0057
8.9436
7.5832
8.2737
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33-Cl1 35-Cl1
I -1.5032 1.2806 -3.8268 I -1.5398 1.1114 -3.6603
Cl -2.1840 2.0276 -5.9738 Cl -2.3793 1.7131 -5.8352
C -0.7393 0.4395 -1.4202 C -0.6841 0.4864 -1.4172
C 01021 -0.3618 1.1118 N 0.2660 -0.2248 1.1228
N -09374 -0.8294 -1.0055 C -0.7117 -0.8442 -0.9881
C -0.0974 1.3646 -0.5526 C -0.1686 1.4532 -0.5482
C 03218 0.9754 0.7018 C 0.3014 1.0868 0.7103
C -0.5249 -1.2437 0.2505 C -0.2355 -1.1847 0.2754
H 0.0475 23903 -0.9225 H -1.1093 -1.6361 -1.6418
H 08208 1.6752 1.3891 H -0.1287 2.5122 -0.8474
H 04253 -0.7012 2.1054 H 07171 18181 1.4276
C -1.5923 -1.7778 -1.8860 H -0.238 -2.2238 0.6528
H -09959 -1.8775 -2.8322 H 18848 -0.7863 2.3507
H -2.6183 -1.3991 -2.1407 C 0.7805 -0.5931 2.4242
H -1.6760 -2.7795 -1.3895 H 0598 0.2386  3.1557
H -0.7146 -2.2945 0.5329 H 02666 -1.5209 2.7909
SCF = -857.637751 SCF = -857.610005

34-Cl1 36-Cl1

I -1.5512 1.2563 -3.6592 N -0.3424 0.5754 -0.1349
Cl -2.3597 1.9018 -5.8314 C -0.5915 1.8518 -0.6015
C -0.7326 0.5594 -1.4159 N -0.3495 2.7076  0.4556
C 01172 -0.3605 1.0503 C 0.0583 0.6288  1.2208
C -0.9060 -0.7637 -1.0477 H 03065 -0.2625 1.7937
C -0.1220 1.4484 -0.5387 C 0.0540 1.9667 1.5913
C 03091 09837 0.7112 H 02976 24378  2.5416
N -0.4844 -1.2286 0.1810 I -1.3824 25471 -3.2148
H -1.3860 -1.5055 -1.7129 H -0.8217 4.4536 -0.5870
H 0.0215 2.5038 -0.8208 C -04781 4.1285 0.4310
H 07971 1.6479  1.4395 H 05118 4.6081 0.6589
H 04448 -0.7596 2.0274 H -1.2278 4.4598  1.1990
H -0.1389 -3.2714 -0.1955 H 05284 -1.1552 -0.9362
C -0.6780 -2.6179 0.5422 C -0.4639 -0.6313 -0.8869
H -0.2815 -2.8196 1.5717 H -1.2115 -1.3138 -0.4002
H -1.7749 -2.8586 0.5154 H -0.8066 -0.3881 -1.9279

Cl -2.0310 3.1177 -5.4051

SCF = -857.612333
SCF = -857.635397
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37-Cl1 39-Cl1
-0.3470 0.5744  -0.1415 -0.3596 0.5793 -0.1513
-0.5744  1.8566  -0.6094 -0.5702  1.8583  -0.6207
-0.3455  2.7112  0.4544 -0.3331  2.7121  0.4354
0.0316 0.6212  1.2197 0.0171  0.6204  1.2193
0.0234 1.9655  1.5973 0.0338  1.9671  1.5898
-1.3270  2.6047 -3.4141 -1.2767  2.5607  -3.2394
-0.5804  4.4660 -0.6499 -0.7398  4.4610 -0.6296
-0.4747  4.1366  0.4178 -0.4343 4.1348  0.3999
0.4356  4.6105  0.8759 0.5569  4.5961  0.6593
-1.3820 4.4528  1.0017 -1.1999 4.4832  1.1448
0.5606 -1.0470 -1.1183 0.4876 -1.1711 -0.9328
-0.4613 -0.6248 -0.9152 -0.4926 -0.6225 -0.9088
-1.0625 -1.3854 -0.3467 -1.2667 -1.2878 -0.4391
-0.9696 -0.3851 -1.8867 -0.8044 -0.3695 -1.9571
-1.8915  3.1688  -5.6154 -1.8548  3.1373  -5.4492
0.3487 -0.6354  2.0086 0.3162 -0.5734 2.0231
0.3386  2.6316  2.9235 1.1705 -1.1442 1.5776
0.9178 -0.4209 3.2338 -0.5737  -1.2520  2.0664
1.2209 -1.4809 1.3660 0.5901 -0.2777  3.0657
-0.7561 -1.4121  2.2583 0.3554  2.5741  2.8893
1.5114  3.3460  2.9062 1.2288  3.2687  2.7940
-0.6101  3.5442  3.3179 0.6110 1.7799  3.6331
0.4570  1.7779  3.9858 -0.5169  3.1595  3.2773

HoHHEH-QQQEIaOEZIQan—~aQzaz
D@D opmnImoQoIzammzam—~aazZzaz

SCF = -858.118077 SCF = -857.660941
38-Cl1 40-Cl1

N 0.0668 -0.9916 -0.8314 N -0.0486 -1.0315 -0.7687
C -04775 0.1466 -1.3998 C -0.4995 0.1278 -1.3742
N -0.4949 1.1210 -0.4174 N -0.3954 1.1462 -0.4436
C 03976 -0.7367 0.5229 C 0.3564 -0.7395 0.5625
C 0.0433 0.5963 0.7840 C 0.1204 0.6205 0.7726
I -1.4138 0.4217 -4.2138 I -1.4473 0.3671 -4.0555
H -1.3446 2.5920 -1.6259 H -1.4807 2.5777 -1.5085
C -0.9782 2.4579 -0.5730 C -0.7644 2.5096 -0.6471
H -0.1523 3.1913 -0.3686 H 0.1481 3.1243 -0.8778
H -1.8226 2.6471 0.1433 H -1.2483 29117 0.2830
H -0.0837 -2.1539 -2.5556 H 09662 -2.8387 -1.0455
C 02716 -2.2422 -1.4940 C 0.0262 -2.3208 -1.3760
H 13633 -2.5070 -1.4864 H -0.8591 -2.9419 -1.0693
H -0.3061 -3.0525 -0.9729 H 0.0266 -2.2076 -2.4926
Cl -2.1450 0.6201 -6.4305 Cl -2.2260 0.5531 -6.2667
C 09720 -1.6704 1.4071 O 09535 -1.6397 1.4013
N  1.4462 -2.4307 2.1487 O 0.2458 1.3380 1.9301
C 01799 1.3091 1.9910 C 14527 21115 1.9933
N 0.2987 1.8849  2.9947 H 23451 1.4471  1.9087
H 13993 2.5872 3.0041

SCF = -857.523123 H 1.4568 2.8830 1.1863
C 0.0197 -2.4851 2.0885

H -0.6845 -1.8712 2.6984

H 06756 -3.1132 2.7413

H -0.5388 -3.1155 1.3555

SCF = -857.741196
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7.10 ONIOM(DFT:AM1) (Link Atom = Cl)

O N:: N} o NoNoNoNoNo ==

H

SCF = -1218.093830

ZaoQ—OmZDZzZaoaoaaoaoaax

SCF = -1218.052729

oozZArmIEmaoaooaQOE

2.7249
2.1225
0.5976
1.6782
1.8065
1.0430
0.9169
2.1579
0.5626
-0.0039
2.1814
2.8013
0.7934

0.3746
0.2304
-0.1368
0.3465
-0.0690
-0.2543
0.1632
-0.1609
0.2541
-0.2818
0.8222
1.3981
-0.5603
-0.8113

0.3635
0.2257
-0.1247
0.3488
-0.0719
-0.2475
0.1736
-0.1698
0.2702
-0.2638
0.8269
1.3973
-0.5638
-0.6689
-0.7146

1-C1
0.0359
0.0488
0.0979
-1.1432
1.2691
1.2940
-1.1192
2.2105
-2.0590
0.1160
-3.0756
-5.4832
2.2525

2-Cl
0.1603
0.1407
0.0982
-1.0571
1.3247
1.3066
-1.0756
2.2711
-2.0204
0.0837
-2.9415
-5.2278
2.5075
3.4925

3-Cl
0.1437
0.1254
0.0784
-1.0719
1.3117
1.2842
-1.0902
2.2601
-2.0351
0.0661
-2.9653
-5.2209
2.5331
3.5665
2.5088

-1.4623
-0.5421
1.7887
0.0197
0.0589
1.2259
1.1831
-0.3855
1.6317
2.7080
-0.9349
-2.1301
1.7005

0.0651
1.1557
3.9224
1.8541
1.8276
3.2186
3.2332
1.2760
3.7897
5.0120
0.7670
-0.5504
3.9118
4.4803

0.0524
1.1443
3.9204
1.8437
1.8099
3.2057
3.2246
1.2585
3.7809
5.0128
0.7509
-0.5489
3.9276
3.3145
5.1242

SCF = -1218.104231

-No RO TN--N--N--NoRoRo RoRe Xo X"

H
H

0.3702
0.2283
-0.1366
0.3494
-0.0748
-0.2590
0.1667
-0.1712
0.2595
-0.2819
0.8271
1.4223
-0.5656
-1.1952
0.3816
-1.1122

4-Cl1
0.1450
0.1236
0.0885
-1.0732
1.3056
1.2969
-1.0891
2.2496
-2.0318
0.0721
-2.9438
-5.2750
2.5514
2.3498
3.0412
3.2715

SCF = -1218.105666

IDDDEITCIQQz~ODmIEzaoaoaaaaax

1.3527
0.7830
-0.6561
0.3757
0.4790
-0.2465
-0.3399
0.8209
-0.6698
-1.2250
0.8479
1.4247
-0.4917
-1.5886
-0.4433
-2.5407
-1.7862
-1.2968
-1.0842
-0.7747
0.6199

5-Cl
0.0712
0.0787
0.1287
-1.1162
1.3026
1.3532
-1.0824
2.2235
-2.0202
0.1076
-3.0468
-5.4621
2.5937
2.5883
3.7644
2.1745
3.6314
1.9628
3.6761
4.6661
3.9291

SCF = -1218.077708

213

0.0568
1.1475
3.9069
1.8447
1.8240
3.2114
3.2229
1.2691
3.7823
4.9964
0.7645
-0.5862
3.9360
4.8375
4.2762
3.2786

0.2459
1.1879
3.5673
1.7652
1.7816
2.9931
2.9543
1.2887
3.4272
4.5074
0.7997
-0.4183
3.6535
4.5926
2.8095
4.1612
4.9548
5.4781
1.8901
3.3888
2.4889
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6-Cl
0.2929  0.1416
0.2120  0.0838
0.0055 -0.0558
0.3663 -1.1375
-0.0461  1.2461
-0.1484  1.1659
0.2638 -1.2047
-0.1703  2.2163
0.3853 -2.1674
-0.0730 -0.1243
0.7732  -2.9704
1.2904 -5.2553
-0.4081 2.3764
-0.5167  2.3187
0.4384 1.9633
-1.3618  1.6554
-0.7228  3.3782

DDmQoQ~mEZIEaaaaaam

SCF = -1218.154735

7-Cl
1.6189  0.2938
0.8501 -0.0298
-1.0931 -0.8232
0.3163  -1.3099
0.4180  0.8603
-0.5563  0.4689
-0.6556 -1.7041
0.8501  1.8703
-1.0853 -2.7158
-1.8612 -1.1361
1.0098 -2.7158
1.8783  -4.4488
-1.1774  1.4458
-0.3386  2.9762
-0.7428  3.6124
-0.5260  3.4789
0.7612  2.8680

CEDImQraA—~mmmaaaaaaT

SCF = -1218.096960

0.0514
1.1475
3.9325
1.7963
1.8715
3.2707
3.1787
1.3740
3.6976
5.0248
0.6258
-0.8233
3.9060
5.3186
5.7774
5.6265
5.6151

1.2880
2.0055
3.8325
1.9306
2.9911
3.9108
2.8454
3.0374
2.7951
4.5552
0.3644
-1.5737
5.1628
5.0321
5.8530
4.0569
5.1641

8-Cl
0.5496  0.1461
0.3323  0.1148
-0.2209  0.0474
0.3565 -1.0967
0.0326  1.2982
-0.2441  1.2606
0.0807 -1.1284
0.0107  2.2608
0.0984 -2.0833
-0.4396  0.0260
0.8338 -2.9837
1.4087  -5.2664
-0.5693  2.5554
-0.8284  2.4409
0.4208  3.5113
-1.6739  3.2229

HHmQAQ—-IZIOoDIEZmaaoaoaaadm

SCF = -1218.352705

9-Cl
H 03457  0.1527
C 0.2148 0.1326
C -0.1209 0.1025
C  0.3465 -1.0619
C -0.0848 1.3181
C  -0.2526  1.3002
C 01789 -1.0747
H -0.1871 22577
H 0.2812 -2.0150
H -0.2518 0.0821
I 08203 -2.9429
Cl 1.3982 -5.2449
Br -0.6571 2.8925

SCF = -1218.091604

214

0.0781
1.1562
3.8918
1.8408
1.8295
3.1999
3.2039
1.2982
3.7502
4.9696
0.7556
-0.5565
3.9195
5.2658
3.8665
3.4389

0.0618
1.1541
3.9214
1.8533
1.8276
3.2144
3.2335
1.2657
3.7955
5.0130
0.7699
-0.5566
4.1319
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ZAaZazZzazZazaoQ~aoaoaaaa

0.2231
-0.1308
0.1357
0.1352
-0.0418
-0.0413
0.5008
0.8027
0.2234
0.2936
-0.1308
-0.2037
-0.3104
-0.4576
-0.1319
-0.2051
0.2224
0.2922

10-Cl1
-0.0228
0.0054
-1.2210
1.1896
1.2149
-1.2182
-0.0458
-0.0741
-2.4733
-3.5038
-2.4410
-3.4428
0.0196
0.0312
2.4519
3.4653
2.4281
3.4472

SCF = -1217.847167

QmmEEE—0a0a0aaan

0.2214
-0.1333
0.1094
0.1574
-0.0199
-0.0685
0.5009
0.1647
-0.1761
-0.3026
-0.0807
0.2604
0.8131

11-C1
-0.0245
0.0100
-1.2198
1.1879
1.2215
-1.2188
-0.0537
-2.4238
-2.3837
0.0264
2.4028
2.3764
-0.0907

SCF = -1218.448512

MHE—-—~Q~0aaaan

0.5696
-0.0128
0.2532
0.5930
0.3033
-0.0440
1.0403
1.5772
-0.5032
0.3409
-0.2944
0.2286
0.8988

12-Cl1
-0.2839
0.5827
-1.2080
1.0768
1.5377
-0.7959
-0.9892
-1.7891
-2.1505
3.5198
1.0012
-2.5280
1.9789

1.1272
3.9275
1.8392
1.8148
3.2133
3.2378
-1.1591
-3.6940
1.1672
0.6318
3.9602
4.5474
5.3373
6.4915
3.9109
4.4778
1.1178
0.5609

1.1323
3.9514
1.8451
1.8217
3.2332
3.2569
-1.1351
1.2291
3.9374
5.2944
3.8908
1.1822
-3.7191

1.0732
3.6834
2.0723
1.3894
2.6970
3.3944
-1.0490
-3.4693
4.8377
3.1434
4.9438
1.7753
0.4283

SCF = -1218.242721

C
I
Cl
Br
Br
Br

0.0007
-0.0031

-0.0068
-0.9217

1.8140

-0.8888

13-Cl1
-0.0035
-0.0168
-0.0320
-1.5609
-0.0197
1.5791

SCF = -1218.150292

C
I
Cl
F
F
F

-0.0005
0.0002
0.0021

-0.6296
1.2430

-0.6153

14-Cl1
-0.0025
-0.0189
-0.0398
-1.0716
-0.0069
1.0823

SCF = -1218.421031

C
I

=l N Nl No¥--1--F--Fo Yo'

-0.0004
0.0015
0.0029

-0.7166

-0.1988

-1.7692

-0.7492
1.4321
1.9656
1.5004
1.9654
-0.7171
-0.1982
-0.7522
-1.7689

15-Cl1
-0.0042
-0.0167
-0.0319
-1.2423
-2.1596
-1.2520
-1.2966
-0.0013
-0.9104
0.0054
0.9034
1.2390
2.1522
1.3050
1.2450

SCF = -1218.169082

215

C
I

ZazazaQ

-0.0014
0.0018
0.0044

-0.7011

-1.2810

1.3937
2.5502

-0.6977

-1.2749

16-Cl1

-0.0035
-0.0158
-0.0263
-1.2098
-2.2098
-0.0043
-0.0050

1.2070

2.2103

1.2378
-1.0970
-3.6661

1.7530

1.7411

1.7341

1.0933
-1.3336
-3.8847

1.6805

1.6742

1.6666

1.1378
-1.1493
-3.9447

1.5897

1.2177

1.2158

2.7087

1.5833

1.2135

2.7020

1.2026

1.5751

1.1946

2.6933

1.1988

1.4582
-1.2436
-3.6867

1.6720

1.8298

1.6679

1.8219

1.6583

1.8048
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SCF = -1218.029124

1
Cl

N
C
C
@)
O
C
H
H
C
H
H

17-Cl
0.3149 -1.6191
1.1608  -2.7778
-0.5997  -0.3778
0.0284 -0.3383
-1.8002  0.3047
1.1260  -0.8458
-2.6298  0.4748
-2.0410  0.8815
-2.1412  1.9896
-2.9829 0.4594
-0.8110  0.4491
-0.2203  1.3144
-1.0622 -0.2156

SCF = -1218.259303

I
Cl

C
H
C
H
H

18-Cl1
-0.0030  0.0016
-0.0064 0.1145
0.0005 -0.0550
0.0030  0.9437
-0.0004 -1.1696
0.0014 -1.1820
-0.0029 -2.1687

SCF = -1218.100583

1
Cl

C
H
C
H
C
N

19-Cl
-0.0032 -0.0376
-0.0072  -0.0091
0.0001  -0.0270
0.0019  0.9786
0.0000 -1.1407
-0.0018  -2.1438
0.0022 -1.1632
0.0040 -1.1938

SCF = -1218.067304

-2.0323
-4.0041
0.0987
1.3300
0.1692
1.6370
-0.7470
1.5879
1.5288
2.0077
2.3686
2.7478
3.2268

-0.9637

-3.8096
1.2253

1.6652

1.9321

3.0325

1.4766

-0.9913
-3.7124
1.2225
1.6466
1.9465
1.4845
3.3675
4.5328

20-Cl1
I -0.0615 -0.0162
Cl 0.2669 0.1963
C -0.3396 -0.1636
H -0.8875 0.6819
C 01346 -1.1933
H 06795 -2.0211
N 0.1051 -1.3685
C -0.3148 -2.6861
H 0.2468 -3.4589
H -1.4163 -2.8669
H -0.0728 -2.8130
C -0.5215 -0.3071
H -0.0325 0.6643
H -0.3705 -0.4940
H -1.6257 -0.2152

SCF = -1218.095289

21-Cl1
I 0.0294 -0.0567
Cl 0.3150 -0.1490
C -0.1910 0.0152
H -04214 0.0935
C -0.3135 0.0567

SCF = -0.128390

22-Cl1
I 0.0319 -0.0555
Cl 0.3064 -0.1485
C -0.1937 0.0193
C -0.3180 0.0584
C -0.4580 0.1024
N -0.5769 0.1396

SCF = -0.134781
23-Cl1

I 0.0239 -0.0529

Cl 0.2990 -0.1414

C -0.2002 0.0194
N -0.3196 0.0569

SCF = -0.133439

216

-0.9834
-3.7886
1.1826
1.5962
1.8817
1.3862
3.2929
3.7110
3.1242
3.5726
4.7995
4.0421
3.7680
5.1379
3.8473

-0.9121
-3.6532
1.2135
3.4571
2.4058

-0.9285
-3.5561
1.2379
2.4360
3.7939
4.9542

-0.8542
-3.5031
1.3114
2.4688



Supporting Information

7 STRUCTURES

24-Cl
-0.9076  0.4378
0.9844  -0.4495
-1.0656 -0.8192
0.2003  1.2576
1.1491  0.8021
-0.1125  -1.2454
-0.2486 -2.5563
-0.2411  -5.0293
0.3632  -3.7005
-0.9277  -2.6762
-0.9238 -3.9076
0.3668  -4.9319
-0.0969 -6.2512
0.2310 -8.5505
-1.0462 -7.2812
1.0037  -6.3495
1.1760  -7.4938
-0.8805 -8.4355
2.4418 -4.6747
2.4270 -1.2097
0.3838 -9.6635
2.2226 -7.6376
-1.7583  -9.4658
0.9861 -5.9948
0.9794 -3.6522
-1.5781 -1.6231
-1.5705 -3.9655
-1.7895  0.9092
0.3458  2.4654
2.1920  1.6097
4.0800 -2.4207
-2.6442  -2.0084
-2.6301  -7.0957

elal i io GGG ECESESEGCEEE T No o RoNo Yo o loRo Jo o No o Ro o Ro Ro o Xo)

SCF = -1976.468284

1.5613
3.4487
2.1708
1.8947
2.8474
3.1094
3.7655
5.1950
3.2157
4.9944
5.7063
3.9274
6.0034
7.5666
5.9085
6.8581
7.6430
6.6938
6.9337
4.9363
8.3190
8.4855
6.6504
3.3676
2.0137
5.5373
6.8917
0.6482
1.3046
3.1409
6.8331
1.7086
4.6529

25-Cl1
0.3080 -1.3432
-0.3256  1.3995
1.3524  -0.3922
-1.0471  -0.9488
-1.3492  0.4264
1.0206  0.9761
2.7604  -0.8236
5.4422  -1.6467
3.3947  -1.1124
3.4443  -0.9387
4.7888 -1.3514
4.7315 -1.5236
-2.1216  -1.9557
-4.1671  -3.8751
-2.7064 -2.3660
-2.5429 -2.4882
-3.5619  -3.4456
-3.7318  -3.3283
-0.6538  2.8213
-1.2790  5.5257
-0.7570  3.3202
-0.8581  3.6530
-1.1716  5.0087
-1.0683  4.6669
2.4949 -0.5124
2.2465 -0.9019
-1.5727  -1.7871
-2.0724  -1.5738
-0.4220  1.9507
-0.7007  2.8979
0.1452 -0.4114
0.6107  -2.6535
-2.6402  0.8178
2.0084 1.8961
-4.0000 -3.9865
-5.1530 -4.7996
-4.3348  -3.7648
5.5021 -1.4815
6.7346  -2.0428
5.3835 -1.8128
-1.5806  6.8295
-1.3799  5.8609
-1.1781  5.1913

SRR NSRSl R RSSO RSN RN o Ro Yo No o o Ro o Ro NoNo Yo o No Yo o lo o o o Ro No o Xe!

SCF = -2734.354351
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0.3532
0.0946
0.2992
0.2754
0.1511
0.1746
0.3126
0.3084
-0.9002
1.5341
1.5313
-0.9139
0.2648
0.2154
1.4742
-0.9582
-0.9945
1.4487
-0.1036
-0.5106
-1.4063
1.0097
0.8050
-1.6208
3.2764
-2.7317
-2.7701
3.2317
-3.0580
2.8869
-4.7789
0.4793
0.0829
0.1289
-2.1524
0.1971
2.5791
2.6741
0.3120
-2.0614
-0.7011
1.8357
-2.8610



Supporting Information

7 STRUCTURES

s oNoNoNONONOR==R=-R:-NoNoNOoNONOR@N==!

Q ~

26-Cl
-1.4283  0.8830
-1.3325 1.6150
-1.0844  3.4450
-1.1355  1.2075
-1.4070  2.9931
-1.2835  3.8926
-1.0052  2.0725
-1.5635  3.3561
-1.3436  4.9751
-0.9897  4.1729
-0.7993  1.5045
-0.4093  0.2346
-0.7430  0.1081
-0.6558  2.2672
-0.4618  1.6256
-0.5519  -0.5379
-0.6942  3.3654
-0.3494  2.2283
-0.5105 -1.6351
-0.2558  -0.2588
-0.9949 -0.8424
-1.3142  -1.5712

SCF = -1678.083063

SRR GRS NoNe SO TR N:-NoRoNo o No ko i:-N-:-NoNoRo o Xo RO )="

27-Cl
0.0129  0.1620
0.0006  0.1327
-0.0290 0.0750
-0.0330 -1.0604
0.0192  1.3296
0.0033  1.2894
-0.0469 -1.1212
0.0506  2.2990
-0.0354 0.0780
-0.0798  -2.4437
-0.1457 -5.0801
-0.0993 -3.5763
-0.0933 -2.6696
-0.1254  -3.9793
-0.1324  -4.8778
-0.0836 -1.8230
-0.1482  -5.7379
-0.1769 -6.1050
-0.0736  -3.0638
-0.1305 -5.4778
0.0036  2.5954
-0.1210 -4.2061
0.6441  3.6372
0.6069  2.5157
-1.2515  3.0845
-0.7441  -3.2175
-0.7393  -5.3643
1.1376  -4.2838

-2.1248
-1.2986
0.8293
0.0040
-1.5369
-0.4787
1.1004
-2.5638
-0.6743
1.6487
2.4281
4.8950
2.5326
3.5929
4.8182
3.7353
3.5537
5.7322
3.7964
5.8662
0.5819
-1.8031

0.1335
1.2334
4.0482
1.9232
1.9605
3.3557
3.3232
1.4371
5.1498
3.9374
4.9509
3.1100
5.3199
5.8083
3.5648
6.0258
2.8650
5.3565
1.0373
0.4180
4.1449
7.3206
3.5200
5.3765
4.4159
8.0415
7.7206
7.8646

SCF = -1678.573130

28-Cl1
-0.1553  0.1734
-0.1227  0.1455
-0.0393  0.0850
-0.1196  -1.0481
-0.0836  1.3427
-0.0423  1.3080
-0.0784 -1.1095
-0.0854  2.3085
-0.0065  0.0816
-0.0796 -2.4334
-0.0884 -5.0742
-0.1237  -3.5647
-0.0389  -2.6598
-0.0434 -3.9739
-0.1295 -4.8670
-0.0032  -1.8115
-0.1654  -5.7247
-0.0915 -6.1012
-0.1797  -3.0494
-0.2428  -5.4660
-0.0032  2.5246
0.0286  3.5201
-0.0013 -4.1875
0.0332  -4.3627

oW Ao Ol N=-i::N.-NoNoNoNoRoRoi=-R:-No o No o No Ro ==

SCF = -1677.976280

218

0.1530
1.2525
4.0667
1.9420
1.9762
3.3767
3.3412
1.4475
5.1666
3.9551
4.9639
3.1272
5.3360
5.8309
3.5805
6.0372
2.8783
5.3620
1.0566
0.4327
4.1125
4.7136
7.2372
8.3865



Supporting Information

7 STRUCTURES

29-Cl
-0.0205 0.1686
-0.0509  0.1257
-0.1346  0.0351
-0.0414 -1.0787
-0.1042  1.3139
-0.1368  1.2934
-0.0829 -1.1474
-0.1166  2.2645
-0.1639 -0.0145
-0.0688 -2.4810
-0.0376  -5.1292
-0.0146  -3.5977
-0.1075 -2.7181
-0.0833 -4.0442
0.0017  -4.9022
-0.1502 -1.8576
0.0426  -5.7507
-0.0283 -6.1713
0.0341  -3.0596
0.1114  -5.4929
-0.0987  2.4863
-0.0507  -4.2689
-0.3212  3.7221
0.5011  3.8665
-0.2871  4.5800
-1.3091  3.7428
-0.5862  2.4306
0.1551  1.8678
-1.5844  1.9193
-0.6832  3.4665
-0.3631 -3.1842
0.4341  -2.3960
-0.3876  -3.5497
-1.3574  -2.7177
-0.2341  -5.6092
0.6116 -6.2546
-1.2046 -6.0542
-0.2233  -5.6140

asliasfasN@ Rz fia:NoRarliafiai NNl N o WA HON Nl B NoNo o o Xo Ro i =N NoRo o N o o N R=:

SCF = -1678.056244

0.1590
1.2584
4.0605
1.9259
1.9872
3.4026
3.3233
1.4338
5.1584
3.9273
4.9011
3.0816
5.2999
5.8167
3.5288
5.9834
2.8163
5.2535
1.0259
0.3447
4.1505
7.1931
3.4453
2.6938
4.1674
2.9089
5.5053
6.1345
5.5821
5.9243
8.0830
8.0017
9.1432
7.8418
7.6809
7.3186
7.3283
8.8025

30-Cl1
1.3521 -0.7259
0.5258 -0.1718
-1.5715  1.2643
-0.6914 -0.7815
0.7036  1.1751
-0.3464  1.8838
-1.7432  -0.0828
1.6604  1.6795
-2.3959  1.8388
0.0062  -2.7454
0.2252  -5.5286
-0.3178  -3.6340
0.4548  -3.2740
0.5628  -4.6592
-0.2256  -5.0097
0.7170  -2.5993
-0.5108 -5.6873
0.3058  -6.6203
-1.0127  -2.8667
-1.3867 -5.2518
-0.1493  3.3482
1.0731 -5.2239
0.3196  3.5344
-1.2912  4.1096
0.7476  4.0261
0.7345  -4.4746
0.6186 -6.4857
2.4410 -5.3285
-2.7122  -0.5667
-0.0797  -1.6526

iR NNl NoNo RO R Rl NoNo oo Yo NoR:"N-:RoNo N o No No N o B =+

SCF = -1678.578675
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1.5710
2.0422
3.2156
2.3107
2.3694
2.9575
2.8868
2.1593
3.6674
4.5838
4.9145
3.5688
5.7965
5.9531
3.6963
6.6281
2.8532
5.0489
1.6734
0.8981
3.3360
7.2780
4.6148
3.2830
2.5473
8.3778
7.5696
7.3451
3.0831
4.4611



Supporting Information

7 STRUCTURES

31-Cl1
1.6395  0.0747
0.5512  0.2388
-2.2133  0.6818
-0.3347  -0.7497
0.0547  1.4679
-1.3303  1.6881
-1.7069 -0.5439
0.7462  2.2617
-3.2996  0.8594
0.8778  -4.8925
0.0399  -3.4900
0.4547  -3.5755
0.8802 -5.5262
0.4616 -4.8256
0.0350 -2.8515
1.2121  -6.5739
-0.2967 -1.8023
-0.2878  -2.9417
0.4619 -2.6320
1.3835 -4.7841
-2.4044 -1.3270
1.2103  -5.4330
-1.8410  2.9377
-2.2587  3.9599
0.4631 -5.4694
0.4642  -5.9959

ZazZzam@mQ~@ODIZDIZaooaoaocaam@maoaaaaanm

SCF = -1677.981766

2.6406
2.6653
2.7096
2.2606
3.1040
3.1276
2.2726
3.4258
2.7224
3.4461
5.7315
3.3840
4.6915
5.8314
4.4902
4.7676
4.4152
6.6286
1.4416
0.4506
1.9375
2.5244
3.5747
3.9409
7.0996
8.1368

32-Cl1
1.8588  0.0760
0.7724  0.2496
-1.9759  0.7225
-0.1245 -0.7114
0.3061  1.4568
-1.0856  1.7189
-1.4906 -0.4787
1.0412  2.2010
-3.0641  0.8803
1.1308  -4.8850
0.2248 -3.6283
0.6551 -3.5834
1.1575  -5.5755
0.7143  -4.9621
0.1999  -2.9402
1.5343 -6.6092
-0.1799  -1.9044
-0.1406 -3.1108
0.6286  -2.5550
1.5286  -4.6962
-2.2067 -1.2322
1.4791  -5.3687
-1.5680  2.8959
0.8062 -5.6264
-2.9422  3.2521
-3.1634  4.2550
-3.6083  2.4930
-3.1879  3.2896
-0.6430  3.9875
-0.1378  4.2722
0.1437  3.6891
-1.1805  4.8863
1.0920 -7.0357
2.1161  -7.2070
0.3444  -7.6157
1.0821 -7.4274
0.1246  -5.0782
0.2349 -5.7641
-0.9710  -4.9246
0.5839  -4.0875

DO QZODmaoamaOOoQZzoQ~O@OzZooaoacaa@mmanoanaoaam

SCF = -1678.063692

220

2.8394
2.8906
3.0062
2.4491
3.4019
3.4824
2.4984
3.7416
3.0297
3.4454
5.7816
3.4347
4.6503
5.8537
4.5746
4.6452
4.5461
6.6809
1.5446
0.4203
2.1344
2.4985
4.0787
7.0755
3.8349
4.2860
4.3270
2.7385
4.2443
3.2812
4.9887
4.6461
7.0783
6.6482
6.4708
8.1292
8.2164
9.0970
8.0158
8.4823



Supporting Information 7 STRUCTURES

33-Cl1 35-Cl1
I -1.4411 1.2051 -3.6249 I -1.4949 1.0711 -3.5350
Cl -2.1439 1.9666 -5.8562 Cl -2.3684 1.6862 -5.7956
C -0.7457 0.4529 -1.4401 C -0.6883 0.4899 -1.4299
C 0.0956 -0.3498 1.0877 N 0.2627 -0.2197 1.1109
N -0.9454 -0.8189 -1.0309 C -0.7156 -0.8409 -0.9994
C -0.1060 1.3775 -0.5750 C -0.1715 14574 -0.5616
C 0.3142 0.9863 0.6804 C 0.2984 1.0907 0.6972
C -0.5316 -1.2309 0.2239 C -0.2390 -1.1795 0.2648
H 0.0393 24052 -0.9422 H -1.1135 -1.6345 -1.6521
H 08128 1.6881 1.3666 H -0.1306 2.5170 -0.8610
H 0418 -0.6927 2.0807 H 07144 1.8243 1.4126
C -1.5999 -1.7726 -1.9084 H -0.2433 -2.2193 0.6413
H -1.0059 -1.8731 -2.8566 H 18799 -0.7813 2.3411
H -2.6291 -1.3994 -2.1603 C 07756 -0.5871 2.4141
H -1.6771 -2.7728 -1.4076 H 05933 0.2458 3.1441
H -0.7209 -2.2828 0.5046 H 02602 -1.5142 2.7809
SCF = -1217.976999 SCF = -1217.952898

34-Cl1 36-Cl1
I -1.5068 1.2201 -3.5336 -0.3500 0.5809 -0.1669
Cl -2.3408 1.8861 -5.7930 -0.5850 1.8561 -0.6341
C -0.7400 0.5653 -1.4271 -0.3489  2.7180  0.4152
C 01138 -0.3570 1.0397 0.0381  0.6385 1.1914
C -0.9110 -0.7607 -1.0569 0.2748 -0.2531 1.7697
C -0.1288 1.4534 -0.5473 0.0388  1.9790  1.5565
C 03035 09871 0.7014 0.2765  2.4540  2.5070
N -04879 -1.2245 0.1694 -1.3081 24733 -2.9223
H -1.3914 -1.5019 -1.7242 -0.7831  4.4693  -0.6437
H 0.0140 2.5101 -0.8276 -0.4697  4.1416  0.3840
H 07915 1.6527  1.4289 0.5173  4.6127  0.6397
H 04424 -0.7579 2.0160 -1.2396 4.4746  1.1311
H -0.1418 -3.2667 -0.2128 0.5145 -1.1668 -0.9347
C -0.6809 -2.6156 0.5271 -0.4720 -0.6302 -0.9158
H -0.2831 -2.8183 1.5559 -1.2424  -1.2954 -0.4406
H -1.7780 -2.8562 0.5008 -0.7855 -0.3910 -1.9677
-2.0256  3.0704 -5.1715

AXIQZCZZQEZ~TQTZQZAQZ

SCF = -1217.955001
SCF = -1217.972152

221



Supporting Information 7 STRUCTURES

37-Cl1 39-Cl1
-0.3467 0.5762 -0.1482 -0.3488  0.5803 -0.1791
-0.5724 1.8586 -0.6141 -0.5560 1.8574 -0.6456
-0.3443  2.7128  0.4494 -0.3323  2.7165  0.4048
0.0305 0.6217  1.2134 0.0134  0.6254  1.1945
0.0228  1.9658  1.5921 0.0237 19739 1.5631
-1.3128  2.5894  -3.3386 -1.2099  2.4885 -2.9388
-0.5765  4.4691  -0.6540 -0.7272 44694 -0.6671
-0.4729  4.1385  0.4136 -0.4358 4.1412  0.3667
0.4371 4.6111 0.8737 0.5522  4.6006  0.6409
-1.3810  4.4543  0.9963 -1.2130  4.4849  1.1017
0.5613 -1.0447 -1.1255 0.5115 -1.1695 -0.9449
-0.4609 -0.6226 -0.9232 -0.4714  -0.6252 -0.9364
-1.0629 -1.3831 -0.3555 -1.2500 -1.2880 -0.4708
-0.9682 -0.3821 -1.8951 -0.7715  -0.3782 -1.9902
-1.8973  3.1675  -5.5685 -1.8574  3.1098  -5.2065
0.3464 -0.6359  2.0016 0.3054 -0.5671  2.0033
0.3366  2.6309  2.9194 1.1665 -1.1365 1.5688
0.9136 -0.4222  3.2278 -0.5837 -1.2474  2.0371
1.2196 -1.4804 1.3592 0.5661 -0.2685  3.0485
-0.7590 -1.4126  2.2485 0.3298  2.5848  2.8648
1.5097  3.3449  2.9037 1.2041  3.2794  2.7780
-0.6125 3.5434  3.3130 0.5768  1.7920 3.6132
0.4534  1.7760  3.9807 -0.5476  3.1706  3.2410

HoHHEH-QQQEIaOEZIQan—~aQzaz
D@D opmnImoQoIzammzam—~aazZzaz

SCF = -1218.452659 SCF = -1217.997955
38-Cl1 40-Cl1

N 0.0686 -0.9901 -0.8392 N -0.0471 -1.0559 -0.8412
C -04738 0.1485 -1.4069 C -0.5017 0.1116 -1.4186
N -0.4954 1.1222 -0.4249 N -0.4157 1.1140 -0.4744
C 03944 -0.7364 0.5166 C 0.3568 -0.7843 0.4944
C 0.038 0.5962 0.7780 C 0.1095 0.5705 0.7295
I -1.3941 0.4123 -4.1377 I -1.3384 03741 -3.7576
H -1.3378 25960 -1.6362 H -1.5845 2.5482 -1.4524
C -09785 24594 -0.5810 C -0.7995 24791 -0.6525
H -0.1542 3.1924 -0.3690 H 0.0930 3.0900 -0.9589
H -1.8279 2.6461 0.1300 H -1.2047 2.8798 0.3152
H -0.0708 -2.1495 -2.5669 H 11714 -2.5555 -1.6563
C 02768 -2.2399 -1.5028 C 0.0850 -2.3238 -1.4877
H 1.3681 -2.5055 -1.4876 H -0.3594 -3.1223 -0.8347
H -0.3058 -3.0501 -0.9870 H -0.4504 -2.2975 -2.4743
Cl -2.1468 0.6140 -6.3854 Cl -2.1531 0.6330 -6.0328
C 09659 -1.6712 1.4016 O 09491 -1.7080 1.3091
N 14377 -2.4323 2.1438 O 0.2182 1.2633 1.9027
C 01703 1.3080 1.9861 C 13964 2.0803 1.9780
N 0.2854 1.8828  2.9907 H 23123 14523 1.8717
H 1.3305 2.5279  3.0010

SCF = -1217.857773 H 13647 2.8712 1.1904
C 0.0173 -2.4025 2.1531

H -0.5375 -1.6772 2.7945

H 06769 -3.0639 2.7685

H -0.6891 -3.0044 1.5333

SCF = -1218.077421

222
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7.11 ONIOM(DFT:AM1) (Link Atom = Br)

O N:: N} o NoNoNoNoNo ==

H

SCF = -3332.023256

ZaoQ—OmZDZzZaoaoaaoaoaax

2.7196
2.1199
0.6016
1.6810
1.8017
1.0412
0.9232
2.1487
0.5732
0.0025
2.1821
2.7983
0.7892

0.3773
0.2322
-0.1370
0.3475
-0.0676
-0.2541
0.1633
-0.1589
0.2538
-0.2828
0.8216
1.3925
-0.5607
-0.8123

1-Cl
0.0342
0.0468
0.0958
-1.1459
1.2674
1.2924
-1.1215
2.2091
-2.0613
0.1137
-3.0742
-5.4630
2.2511

2-Cl
0.1591
0.1394
0.0968
-1.0590
1.3233
1.3053
-1.0769
2.2698
-2.0217
0.0822
-2.9407
-5.2117
2.5060
3.4910

SCF = -3331.982290

oozZArmIEmaoaooaQOE

0.3777
0.2338
-0.1320
0.3495
-0.0640
-0.2474
0.1667
-0.1560
0.2576
-0.2770
0.8268
1.3933
-0.5640
-0.6626
-0.7213

3-Cl
0.1447
0.1253
0.0760
-1.0737
1.3117
1.2831
-1.0926
2.2610
-2.0383
0.0628
-2.9649
-5.2056
2.5319
3.5665
2.5069

-1.4662
-0.5443
1.7905
0.0205
0.0548
1.2240
1.1864
-0.3926
1.6380
2.7114
-0.9345
-2.1234
1.6970

0.0650
1.1555
3.9216
1.8533
1.8271
3.2179
3.2325
1.2755
3.7891
5.0111
0.7668
-0.5429
3.9109
4.4793

0.0540
1.1451
3.9188
1.8431
1.8103
3.20561
3.2231
1.2596
3.7789
5.0105
0.7509
-0.5415
3.9267
3.3144
5.1224

SCF = -3332.033865

-No RO TN--N--N--NoRoRo RoRe Xo X"

H
H

0.3948
0.2429
-0.1478
0.3521
-0.0612
-0.2586
0.1566
-0.1483
0.2399
-0.3034
0.8267
1.4143
-0.5672
-1.2064
0.3786
-1.1045

4-Cl1
0.1493
0.1254
0.0847
-1.0743
1.3071
1.2956
-1.0923
2.2529
-2.0369
0.0660
-2.9420
-5.2582
2.5493
2.3478
3.0344
3.2734

SCF = -3332.035119

IDDDEITCIQQz~ODmIEzaoaoaaaaax

1.3525
0.7845
-0.6495
0.3787
0.4809
-0.2433
-0.3336
0.8214
-0.6616
-1.2160
0.8423
1.4054
-0.4907
-1.5885
-0.4464
-2.5390
-1.7897
-1.2955
-1.0869
-0.7810
0.6162

5-Cl
0.0691
0.0768
0.1280
-1.1184
1.3011
1.3523
-1.0835
2.2217
-2.0209
0.1074
-3.0441
-5.4392
2.5939
2.5878
3.7623
2.1698
3.6314
1.9658
3.6690
4.6646
3.9296

SCF = -3332.007136

223

0.0592
1.1485
3.9042
1.8430
1.8254
3.2109
3.2197
1.2722
3.7775
4.9922
0.7638
-0.5769
3.9360
4.8307
4.2868
3.2753

0.2468
1.1898
3.5718
1.7681
1.7828
2.9951
2.9592
1.2886
3.4341
4.5134
0.7970
-0.4222
3.6532
4.5914
2.8057
4.1604
4.9505
5.4788
1.8865
3.3821
2.4846
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6-Cl
0.3052  0.1423
0.2177  0.0834
-0.0052  -0.0580
0.3626  -1.1397
-0.0383  1.2463
-0.1483  1.1654
0.2511 -1.2072
-0.1545  2.2177
0.3645 -2.1711
-0.0903 -0.1274
0.7750  -2.9714
1.2958 -5.2424
-0.4034  2.3768
-0.5136  2.3187
0.4386  1.9566
-1.3633  1.6607
-0.7129  3.3792

DDmQoQ~mEZIEaaaaaam

SCF = -3332.084181

7-Cl
1.6230  0.2877
0.8494 -0.0328
-1.1055 -0.8180
0.3121 -1.3115
0.4153  0.8597
-0.5647  0.4723
-0.6660 -1.7010
0.8503  1.8684
-1.0992 -2.7111
-1.8780 -1.1279
1.0132  -2.7170
1.8850  -4.4398
-1.1889  1.4531
-0.3260 2.9715
-0.7244  3.6066
-0.5008  3.4857
0.7714  2.8450

CEDImQraA—~mmmaaaaaaT

SCF = -3332.026429

0.0511
1.1465
3.9301
1.7943
1.8704
3.2689
3.1762
1.3733
3.6949
5.0218
0.6303
-0.8033
3.9047
5.3170
5.7766
5.6237
5.6145

1.2916
2.0053
3.8228
1.9282
2.9877
3.9030
2.8384
3.0352
2.7867
4.5421
0.3696
-1.5500
5.1505
5.0377
5.8623
4.0662
5.1739

8-Cl
0.5610  0.1468
0.3389  0.1145
-0.2259  0.0455
0.3571  -1.0983
0.0392  1.2980
-0.2435  1.2596
0.0758 -1.1302
0.0219  2.2611
0.0892  -2.0856
-0.4490  0.0236
0.8316 -2.9831
1.4021 -5.2521
-0.5691  2.5542
-0.8342  2.4390
0.4230  3.5083
-1.6704  3.2244

HHmQAQ—-IZIOoDIEZmaaoaoaaadm

SCF = -3332.282276

9-Cl
H 03528 0.1524
C 0.2190 0.1316
C -0.1241 0.1004
C  0.3479 -1.0638
C -0.0814 1317
C  -0.2531 1.2986
C 0.1766 -1.0765
H -0.1815 2.2571
H 02766 -2.0171
H -0.2580 0.0796
I 08206 -2.9417
Cl  1.3950 -5.2295
Br -0.6591 2.8909

SCF = -3332.021130

224

0.0799
1.1570
3.8900
1.8398
1.8303
3.1994
3.2021
1.3000
3.7477
4.9669
0.7551
-0.5485
3.9188
5.2639
3.8711
3.4343

0.0620
1.1539
3.9201
1.8525
1.8271
3.2134
3.2323
1.2654
3.7943
5.0113
0.7696
-0.5471
4.1307
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ZAaZazZzazZazaoQ~aoaoaaaa

0.2210
-0.1301
0.1306
0.1366
-0.0388
-0.0449
0.5035
0.8090
0.2138
0.2803
-0.1370
-0.2120
-0.3075
-0.4527
-0.1248
-0.1948
0.2261
0.2977

10-Cl1
-0.0228
0.0050
-1.2211
1.1894
1.2147
-1.2186
-0.0455
-0.0708
-2.4732
-3.5030
-2.4414
-3.4428
0.0191
0.0305
2.4516
3.4644
2.4279
3.4470

SCF = -3331.777091

QmmEEE—0a0a0aaan

0.2213
-0.1331
0.1101
0.1567
-0.0205
-0.0677
0.5016
0.1660
-0.1746
-0.3023
-0.0820
0.2588
0.8117

11-C1
-0.0247
0.0100
-1.2198
1.1876
1.2214
-1.2189
-0.0538
-2.4238
-2.3838
0.0265
2.4028
2.3761
-0.0897

SCF = -3332.378246

MHE—-—~Q~0aaaan

0.5690
-0.0119
0.2506
0.5945
0.3057
-0.0457
1.0413
1.5750
-0.5074
0.3468
-0.2925
0.2233
0.9017

12-Cl1
-0.2848
0.5824
-1.2083
1.0758
1.5371
-0.7961
-0.9895
-1.7838
-2.1503
3.5192
1.0011
-2.5283
1.9780

1.1266
3.9272
1.8381
1.8148
3.2134
3.2369
-1.1647
-3.6820
1.1652
0.6281
3.9588
4.5466
5.3374
6.4918
3.9117
4.4802
1.1180
0.5614

1.1311
3.9504
1.8442
1.8204
3.2319
3.2560
-1.1381
1.2282
3.9368
5.2935
3.8895
1.1807
-3.7044

1.0721
3.6826
2.0710
1.3889
2.6965
3.3932
-1.0529
-3.4568
4.8366
3.1434
4.9432
1.7739
0.4281

SCF = -3332.172441

C
I
Cl
Br
Br
Br

0.0004

-0.0027
-0.0062
-0.9202

1.8139

-0.8910

13-Cl1
-0.0033
-0.0165
-0.0324
-1.5621
-0.0174
1.5780

SCF = -3332.080194

C
I
Cl
F
F
F

-0.0004
0.0004
0.0015

-0.6294
1.2433

-0.6155

14-Cl1
-0.0027
-0.0194
-0.0388
-1.0720
-0.0069
1.0824

SCF = -3332.351323

C
I

=l N Nl No¥--1--F--Fo Yo'

-0.0004
0.0009
0.0026

-0.7152

-0.1965

-1.7678

-0.7481
1.4320
1.9664
1.5007
1.9644

-0.7182

-0.2004

-0.7532

-1.7701

15-Cl1
-0.0040
-0.0181
-0.0355
-1.2425
-2.1596
-1.2537
-1.2962
0.0004
-0.9083
0.0077
0.9055
1.2385
2.1520
1.3052
1.2434

SCF = -3332.098206

225

C
I

ZazazaQ

-0.0017
0.0022
0.0051

-0.6998

-1.2815
1.3949
2.5590

-0.7008

-1.2834

16-Cl1

-0.0025
-0.0156
-0.0284
-1.2120
-2.2200
-0.0013
-0.0004
1.2074
2.2157

1.2393
-1.1048
-3.6538

1.7504

1.7390

1.7328

1.0990
-1.3565
-3.8808

1.6852

1.6786

1.6708

1.1353
-1.1518
-3.9161

1.5884

1.2173

1.2146

2.7075

1.5809

1.2115

2.6997

1.1998

1.5725

1.1915

2.6908

1.1967

1.5850
-1.3868
-3.7760

1.7169

1.8156

1.7141

1.8104

1.7067

1.7967
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SCF = -3331.963324

1
Cl

N
C
C
@)
O
C
H
H
C
H
H

17-Cl
0.3511 -1.6651
1.1815 -2.8085
-0.6029 -0.3718
0.0260 -0.3241
-1.8061  0.3036
1.1281  -0.8239
-2.6411  0.4677
-2.0489 0.8839
-2.1561  1.9912
-2.9873 0.4574
-0.8147  0.4611
-0.2281  1.3307
-1.0594 -0.2029

SCF = -3332.193409

I
Cl

C
H
C
H
H

18-Cl1
-0.0030  0.0003
-0.0064 0.1127
0.0003  -0.0553
0.0024  0.9433
-0.0002 -1.1686
0.0016 -1.1794
-0.0023  -2.1685

SCF = -3332.029901

1
Cl

C
H
C
H
C
N

19-Cl
-0.0031 -0.0385
-0.0072  -0.0092
0.0001  -0.0281
0.0018 0.9774
0.0000 -1.1409
-0.0017  -2.1445
0.0022 -1.1618
0.0040  -1.1909

SCF = -3331.996838

-2.1133
-4.0576
0.1095
1.3389
0.1833
1.6470
-0.7306
1.6016
1.5396
2.0245
2.3801
2.7556
3.2406

-0.9654
-3.7880
1.2194
1.6600
1.9286
3.0289
1.4748

-0.9920
-3.6955
1.2184
1.6433
1.9440
1.4832
3.3650
4.5304

20-Cl1
I -0.0617 -0.0175
Cl 0.2659 0.1967
C -0.3411 -0.1664
H -0.8931 0.6763
C 01364 -1.1934
H 0.6854 -2.0195
N 0.1062 -1.3684
C -0.3161 -2.6853
H 02441 -3.4588
H -1.4180 -2.8641
H -0.0745 -2.8130
C -0.5199 -0.3062
H -0.0320 0.6651
H -0.3670 -0.4917
H -1.6245 -0.2152

SCF = -3332.024632

21-Cl1
I 0.0181 -0.0621
Cl 0.3251 -0.1438
C -0.2038 0.0092
H -0.4076 0.0999
C -0.3131 0.0567

SCF = -0.110084

22-Cl1
I 0.0323 -0.0550
Cl 0.3052 -0.1483
C -0.1931 0.0191
C -0.3178 0.0582
C -0.4577 0.1022
N -0.5771 0.1394

SCF = -0.115745
23-Cl1

I 0.0239 -0.0522

Cl  0.2978 -0.1413

C -0.1999 0.0193
N -0.3187 0.0560

SCF = -0.114416

226

-0.9826
-3.7646
1.1792
1.5935
1.8800
1.3861
3.2915
3.7093
3.1222
3.5708
4.7977
4.0401
3.7640
5.1360
3.8471

-0.9148
-3.6393
1.2085
3.4546
2.4021

-0.9293
-3.5427
1.2349
2.4332
3.7910
4.9513

-0.8563
-3.4919
1.3068
2.4643
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24-Cl
-0.9044 0.4391
0.9866  -0.4509
-1.0642 -0.8176
0.2045 1.2571
1.1523  0.8005
-0.1120 -1.2450
-0.2501  -2.5563
-0.2427  -5.0294
0.3604  -3.7008
-0.9295 -2.6764
-0.9257 -3.9078
0.3641  -4.9323
-0.0963 -6.2508
0.2355 -8.5495
-1.0448 -7.2815
1.0061 -6.3470
1.1795 -7.4919
-0.8773  -8.4357
24318 -4.6773
2.4193 -1.2107
0.3904 -9.6622
2.2271  -7.6355
-1.7545  -9.4665
0.9826  -5.9954
0.9757 -3.6528
-1.5797  -1.6233
-1.5723  -3.9658
-1.7854 0.9116
0.3522  2.4646
2.1960 1.6072
4.0615 -2.4234
-2.6444 -2.0045
-2.6305 -7.0974

elal i io GGG ECESESEGCEEE T No o RoNo Yo o loRo Jo o No o Ro o Ro Ro o Xo)

SCF = -6204.324415

1.5619
3.4509
2.1716
1.8956
2.8488
3.1103
3.7654
5.1948
3.2149
4.9942
5.7060
3.9266
6.0038
7.5665
5.9102
6.8574
7.6416
6.6953
6.9329
4.9317
8.3188
8.4831
6.6534
3.3663
2.0125
5.5373
6.8914
0.6484
1.3053
3.1419
6.8288
1.7091
4.6567

25-Cl1
0.3076  -1.3428
-0.3261  1.3999
1.3519  -0.3919
-1.0476  -0.9485
-1.3498  0.4268
1.0201  0.9765
2.7599  -0.8235
5.4410 -1.6473
3.3927  -1.1120
3.4440  -0.9390
4.7884 -1.3520
4.7299  -1.5237
-2.1218  -1.9558
-4.1654 -3.8762
-2.7066 -2.3666
-2.5413  -2.4877
-3.5601  -3.4462
-3.7313  -3.3296
-0.6540  2.8217
-1.2779  5.5256
-0.7565  3.3188
-0.8582  3.6538
-1.1710  5.0096
-1.0673  4.6662
2.4951 -0.5127
2.2523  -0.9020
-1.5773  -1.7891
-2.0738 -1.5740
-0.4241  1.9565
-0.7014  2.8994
0.1444  -0.4090
0.6103  -2.6531
-2.6408  0.8182
2.0080  1.8965
-3.9982  -3.9879
-5.1506 -4.8016
-4.3345  -3.7666
5.5020  -1.4825
6.7332  -2.0439
5.3826 -1.8131
-1.5788  6.8294
-1.3792  5.8623
-1.1769  5.1911

SRR NSRSl R RSSO RSN RN o Ro Yo No o o Ro o Ro NoNo Yo o No Yo o lo o o o Ro No o Xe!

SCF = -9076.136855

227

0.3539
0.0952
0.2995
0.2761
0.1523
0.1753
0.3116
0.3066
-0.9029
1.5327
1.5298
-0.9154
0.2642
0.2138
1.4731
-0.9605
-0.9957
1.4475
-0.1043
-0.5125
-1.4085
1.0085
0.8034
-1.6222
3.2754
-2.7223
-2.7595
3.2310
-3.0483
2.8860
-4.7705
0.4802
0.0847
0.1298
-2.1533
0.1947
2.5775
2.6724
0.3094
-2.0625
-0.7040
1.8336
-2.8623
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s oNoNoNONONOR==R=-R:-NoNoNOoNONOR@N==!
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26-Cl
-1.4287  0.8761
-1.3325 1.6087
-1.0842  3.4404
-1.1351  1.1971
-1.4073  2.9862
-1.2836  3.8874
-1.0051  2.0688
-1.5641  3.3474
-1.3436  4.9697
-0.9892  4.1689
-0.7991  1.5035
-0.4096  0.2346
-0.7433  0.1065
-0.6553  2.2667
-0.4615  1.6255
-0.5525 -0.5388
-0.6932  3.3650
-0.3487  2.2286
-0.5115 -1.6360
-0.2564 -0.2584
-0.9936 -0.8279
-1.3152  -1.5188

SCF = -5905.931215

SRR GRS NoNe SO TR N:-NoRoNo o No ko i:-N-:-NoNoRo o Xo RO )="

27-Cl
0.0100 0.1614
-0.0019  0.1320
-0.0306  0.0749
-0.0344 -1.0610
0.0158  1.3290
0.0002  1.2892
-0.0476 -1.1211
0.0462  2.2983
-0.0368  0.0783
-0.0793  -2.4450
-0.1426  -5.0795
-0.1004 -3.5758
-0.0898 -2.6703
-0.1205 -3.9801
-0.1323  -4.8762
-0.0787 -1.8239
-0.1496 -5.7375
-0.1726  -6.1049
-0.0777  -3.0582
-0.1393  -5.4759
-0.0014  2.5954
-0.1125  -4.2069
0.6348  3.6388
0.6047  2.5174
-1.2574  3.0809
-0.7390 -3.2214
-0.7245 -5.3681
1.1474  -4.2786

-2.1238
-1.2970
0.8274
0.0050
-1.5371
-0.4809
1.0987
-2.5646
-0.6774
1.6462
2.4282
4.8954
2.5331
3.5922
4.8178
3.7362
3.5523
5.7316
3.7981
5.8668
0.5881
-1.8020

0.1318
1.2317
4.0470
1.9216
1.9588
3.3539
3.3223
1.4351
5.1486
3.9349
4.9471
3.1018
5.3168
5.8055
3.5613
6.0228
2.8616
5.3515
1.0536
0.4704
4.1430
7.3176
3.5165
5.3732
4.4165
8.0397
7.7188
7.8596

SCF = -5906.421284

28-Cl1
-0.1513  0.1747
-0.1199  0.1461
-0.0399  0.0847
-0.1178  -1.0478
-0.0818  1.3430
-0.0426  1.3078
-0.0778  -1.1094
-0.0831  2.3089
-0.0086  0.0809
-0.0792  -2.4350
-0.0867 -5.0742
-0.1232  -3.5640
-0.0387 -2.6612
-0.0428 -3.9756
-0.1279  -4.8655
-0.0036 -1.8134
-0.1636  -5.7240
-0.0892 -6.1018
-0.1814  -3.0426
-0.2512  -5.4628
-0.0058  2.5242
0.0239  3.5195
-0.0016 -4.1902
0.0320 -4.3665

oW Ao Ol N=-i::N.-NoNoNoNoRoRoi=-R:-No o No o No Ro ==

SCF = -5905.824445

228

0.1517
1.2513
4.0660
1.9403
1.9758
3.3762
3.3402
1.4473
5.1660
3.9518
4.9580
3.1175
5.3319
5.8264
3.5750
6.0336
2.8725
5.3544
1.0717
0.4841
4.1125
4.7140
7.2326
8.3818
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29-Cl
-0.0274  0.1692
-0.0561  0.1260
-0.1361  0.0351
-0.0439 -1.0784
-0.1093  1.3140
-0.1387  1.2936
-0.0846 -1.1470
-0.1234  2.2646
-0.1651 -0.0149
-0.0696 -2.4821
-0.0374  -5.1280
-0.0119  -3.5973
-0.1108 -2.7181
-0.0858  -4.0440
0.0047  -4.9006
-0.1562 -1.8578
0.0484 -5.7504
-0.0280 -6.1703
0.0412  -3.0539
0.1334 -5.4933
-0.0976  2.4868
-0.0545 -4.2684
-0.3363  3.7210
0.4806  3.8746
-0.3080  4.5790
-1.3270  3.7313
-0.5586  2.4305
0.1913 1.8616
-1.5585  1.9254
-0.6406  3.4660
-0.3745 -3.1850
0.4213  -2.3949
-0.4041 -3.5510
-1.3685 -2.7206
-0.2346  -5.6093
0.6121  -6.2527
-1.2046 -6.0564
-0.2224  -5.6146

asliasfasN@ Rz fia:NoRarliafiai NNl N o WA HON Nl B NoNo o o Xo Ro i =N NoRo o N o o N R=:

SCF = -5905.904470

0.1562
1.2557
4.0584
1.9231
1.9849
3.4005
3.3212
1.4316
5.1564
3.9237
4.8973
3.0729
5.2958
5.8132
3.5254
5.9792
2.8130
5.2490
1.0408
0.4071
4.1467
7.1899
3.4442
2.6886
4.1665
2.9128
5.5104
6.1240
5.6054
5.9334
8.0786
8.0020
9.1385
7.8322
7.6772
7.3135
7.3256
8.7988

30-Cl1
1.4508 -0.5511
0.5776  -0.1069
-1.6407  1.0520
-0.5787  -0.8437
0.6315  1.2265
-0.4786  1.7969
-1.6886 -0.2807
1.5372  1.8294
-2.5134  1.5170
0.7276  -2.8583
-0.3124  -5.2958
-0.1488  -3.6130
1.0851  -3.3370
0.5619  -4.5512
-0.6756 -4.8238
1.7744  -2.7575
-1.3438  -5.4287
-0.7186  -6.2539
-0.6964 -2.8939
-0.8244  -5.2863
-0.4147  3.2459
0.9707 -5.0761
0.0625  3.3949
-1.6247  3.8955
0.3960  4.0566
1.2189  -4.0937
0.0356  -5.8832
21177 -5.8311
-2.6092  -0.8621
1.1348 -1.8972

iR NNl NoNo RO R Rl NoNo oo Yo NoR:"N-:RoNo N o No No N o B =+

SCF = -5906.425938

229

1.5339
2.0360
3.2874
2.2557
2.4486
3.0760
2.8698
2.2757
3.7731
4.1865
5.1088
3.4164
5.4483
5.9016
3.8430
6.0843
3.1990
5.4740
1.4975
0.7623
3.5477
7.2772
4.8282
3.5625
2.7913
8.2040
7.8760
7.2649
3.0316
3.8292
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31-Cl1
1.6494 -0.2172
0.5836  0.0483
-2.1203  0.7512
-0.4071  -0.8373
0.2260 1.3015
-1.1287  1.6523
-1.7517  -0.4998
1.0032  2.0121
-3.1829  1.0313
1.2499 -4.5721
-0.4974  -3.7107
0.2928  -3.5945
1.3371  -5.1268
0.4665 -4.6958
-0.5871 -3.1537
2.0888  -5.9056
-1.3409 -2.3749
-1.1848 -3.3768
0.1588 -2.7535
0.8391  -4.9986
-2.5345 -1.1993
1.9158  -4.9370
-1.4988  2.9269
-1.8017  3.9693
0.5566  -5.2607
0.6306 -5.7224

ZazZzam@mQ~@ODIZDIZaooaoaocaam@maoaaaaanm

SCF = -5905.829038

2.5565
2.6303
2.8067
2.2304
3.1317
3.2212
2.3091
3.4523
2.8706
3.5138
5.5382
3.2817
4.7937
5.8039
4.2623
4.9987
4.0557
6.3310
1.3400
0.4484
1.9773
2.7075
3.7319
4.1503
7.1062
8.1713

32-Cl1
1.7873  -0.1569
0.7155  0.0867
-1.9922  0.7380
-0.2484 -0.8025
0.3386  1.3082
-1.0308  1.6602
-1.5951 -0.4788
1.1269  1.9920
-3.0669  0.9671
1.3057  -4.7200
-0.1984 -3.7591
0.4755 -3.6156
1.3960  -5.3503
0.6550 -4.8803
-0.2830 -3.1318
2.0558  -6.2267
-0.9463 -2.2576
-0.8073 -3.3634
0.3566  -2.6612
1.0994 -4.8659
-2.3656 -1.1730
1.8676  -5.1207
-1.4255  2.8505
0.8001  -5.4649
-2.7736  3.3072
-2.9203 4.3121
-3.4865  2.5849
-3.0264  3.3874
-0.4260 3.8711
0.0849  4.1509
0.3480  3.4969
-0.8958  4.7912
1.4734 -6.7323
2.5465 -6.6059
0.9987  -7.5117
1.4537  -7.0959
-0.1412  -5.1270
0.0716  -5.7255
-1.2019 -5.3221
-0.0364 -4.0374

DO QZODmaoamaOOoQZzoQ~O@OzZooaoacaa@mmanoanaoaam

SCF = -5905.910764

230

2.7812
2.8527
3.0255
2.4011
3.4023
3.5124
2.4803
3.7498
3.0705
3.4724
5.6316
3.3385
4.7070
5.8246
4.3956
4.7926
4.2762
6.4577
1.4504
0.3992
2.1093
2.6016
4.1463
7.0820
3.9256
4.4016
4.4073
2.8331
4.3307
3.3692
5.0538
4.7677
7.1806
6.8717
6.5239
8.2415
8.1151
9.0395
7.7969
8.3696
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33-Cl1 35-Cl1
I -1.3085 1.2104 -3.7517 I -1.4974 1.0751 -3.5447
Cl -1.8867 1.9717 -5.9855 Cl -2.3621 1.6862 -5.7916
C -0.7062 0.4334 -1.4627 C -0.6901 0.4897 -1.4289
C 0.0255 -0.3281 1.1148 N 02625 -0.2200 1.1113
N -09733 -0.8124 -1.0207 C -0.7171 -0.8411 -0.9985
C -0.0491 1.3552 -0.6036 C -0.1735 1.4572 -0.5606
C 03162 0.9853 0.6736 C 0.2974 1.0906 0.6979
C -0.6149 -1.2053 0.2597 C -0.2396 -1.1799 0.2654
H 01526 23631 -0.9972 H -1.1153 -1.6346 -1.6510
H 08261 1.6840 1.3544 H -0.1332 25168 -0.8599
H 03045 -0.6523 2.1271 H 07136 1.8240 1.4132
C -1.6426 -1.7819 -1.8668 H -0.2432 -2.2197 0.6418
H -1.8693 -1.3172 -2.8657 H 18816 -0.7810 2.3392
H -2.6004 -2.1046 -1.3792 C 07773 -0.5875 2.4136
H -09766 -2.6731 -2.0123 H 05955 0.2451  3.1442
H -08631 -2.2396 0.5576 H 02629 -1.5150 2.7809
SCF = -3331.908192 SCF = -3331.883083

34-Cl1 36-Cl1
I -1.5098 1.2238 -3.5440 -0.3364 0.5741 -0.1236
Cl -2.3386 1.8829 -5.7885 -0.5834 1.8512 -0.5919
C -0.7400 0.5654 -1.4264 -0.3431  2.7055  0.4680
C 0.1143 -0.3573 1.0398 0.0603  0.6262 1.2334
C -09116 -0.7602 -1.0564 0.3056 -0.2656  1.8067
C -0.1279 1.4532 -0.5471 0.0561  1.9636  1.6046
C 0.3047 0.9867 0.7015 0.2972 24337  2.5560
N -04883 -1.2244 0.1698 -1.4179  2.5664 -3.2983
H -1.3929 -1.5011 -1.7233 -0.8029  4.4527 -0.5769
H 0.01563 25096 -0.8275 -0.4701 4.1262  0.4441
H 07935 1.6519 1.4288 0.5174  4.6053  0.6828
H 04433 -0.7584 2.0159 -1.2274 44579 1.2045
H -0.1440 -3.2669 -0.2127 0.5349 -1.1600 -0.9171
C -0.6818 -2.6153 0.5278 -0.4555 -0.6317 -0.8766
H -0.2829 -2.8184 1.5561 -1.2103  -1.3119 -0.3977
H -1.7790 -2.8553 0.5028 -0.7876 -0.3868 -1.9206
-2.0868  3.1252  -5.5001

AXIQZCZZQEZ~TQTZQZAQZ

SCF = -3331.885214
SCF = -3331.904900

231
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37-Cl1 39-Cl1
-0.3461  0.5742 -0.1339 -0.3518  0.5772  -0.1433
-0.5762  1.8570  -0.6005 -0.5675  1.8559 -0.6139
-0.3464 2.7099  0.4652 -0.3349  2.7092  0.4446
0.0346 0.6193  1.2267 0.0224  0.6188  1.2280
0.0252 1.9630  1.6065 0.0330  1.9650  1.5993
-1.3471 26255 -3.4953 -1.3005 2.5818 -3.3270
-0.5832 4.4658 -0.6361 -0.7478  4.4565 -0.6194
-0.4775  4.1350  0.4310 -0.4419  4.1312  0.4102
0.4319 4.6097  0.8901 0.5468  4.5971  0.6706
-1.3853 4.4494  1.0150 -1.2096  4.4767  1.1544
0.5620 -1.0438 -1.1161 0.5029 -1.1701 -0.9239
-0.4601 -0.6239 -0.9091 -0.4790 -0.6244 -0.9015
-1.0579 -1.3870 -0.3403 -1.2518  -1.2931 -0.4344
-0.9718 -0.3835 -1.8785 -0.7892  -0.3717 -1.9501
-1.9064 3.1858  -5.7127 -1.8795  3.1589  -5.5508
0.3549 -0.6377  2.0133 0.3248 -0.5742 2.0318
0.3411  2.6270  2.9333 1.1823 -1.1413 1.5876
0.9276 -0.4244 3.2372 -0.5623 -1.2565 2.0731
1.2260 -1.4820 1.3674 0.5956 -0.2780  3.0750
-0.7484 -1.4158  2.2655 0.3500  2.5723  2.8998
1.5140  3.3415  2.9166 1.2204  3.2709  2.8065
-0.6071  3.5394  3.3297 0.6080  1.7788  3.6435
0.4600  1.7721  3.9945 -0.5255 3.1536  3.2870

HoHHEH-QQQEIaOEZIQan—~aQzaz
D@D opmnImoQoIzammzam—~aazZzaz

SCF = -3332.388138 SCF = -3331.930390
38-Cl1 40-Cl1

N 0.0674 -0.9884 -0.8215 N -0.0414 -1.0258 -0.7649
C -0.4789 0.1507 -1.3879 C -0.4951 0.1346 -1.3685
N -0.4944 1.1230 -0.4026 N -0.3915 1.1501 -0.4334
C 04007 -0.7359 0.5325 C 03633 -0.7371 0.5671
C 0.0463 0.5963 0.7968 C 0.1251 0.6217 0.7812
I -1.4360 0.4189 -4.3037 I -1.5116 0.3725 -4.1378
H -1.3493 2.5945 -1.6059 H -1.4600 2.5850 -1.5088
C -09779 2.4599 -0.5549 C -0.7625 2.5132 -0.6326
H -0.1511 3.1934 -0.3542 H 0.1515 3.1346 -0.8377
H -1.8188 2.6493 0.1655 H -1.2688 2.9056  0.2897
H -0.0870 -2.1473 -2.5471 H 09770 -2.8303 -1.0472
C 02714 -2.2375 -1.4868 C 0.0363 -2.3127 -1.3759
H 1.3632 -2.5017 -1.4830 H -0.8478 -2.9370 -1.0720
H -0.3040 -3.0494 -0.9659 H 0.0368 -2.1957 -2.4921
Cl -2.1534 0.5929 -6.5406 Cl -2.3256 0.5483 -6.3512
C 09773 -1.6708 1.4141 O 09615 -1.6388 1.4038
N 1.4536 -2.4323 2.1532 O 0.2499 1.3362 1.9410
C 0.182 1.3066  2.0050 C 14621 21006 2.0112
N 03063 1.8807  3.0094 H 23498 1.4294 1.9307
H 14070 2.5760 3.0219

SCF = -3331.793147 H 1.4766 2.8727 1.2048
C 0.0285 -2.4888 2.0861

H -0.6794 -1.8787 2.6957

H 06841 -3.1169 2.7391

H -0.5261 -3.1188 1.3498

SCF = -3332.010813
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7.12 ONIOM(DFT:AM1) (Link Atom = I)

O N:: N} o NoNoNoNoNo ==

H

SCF = -1055.620219

ZaoQ—OmZDZzZaoaoaaoaoaax

SCF = -1055.579395

oozZArmIEmaoaooaQOE

2.7167
2.1182
0.6027
1.6802
1.8000
1.0411
0.9242
2.1458
0.5756
0.0049
2.1858
2.7980
0.7892

0.3891

0.2377
-0.1476
0.3443
-0.0612
-0.2553
0.1520
-0.1457
0.2356
-0.2997
0.8301

1.4043
-0.5597
-0.8093

0.3699
0.2280
-0.1319
0.3452
-0.0682
-0.2482
0.1653
-0.1613
0.2575
-0.2745
0.8346
1.4033
-0.5618
-0.6610
-0.7160

1-Cl
0.0356
0.0491
0.0990
-1.1419
1.2701
1.2952
-1.1187
2.2118
-2.0587
0.1178
-3.0931
-5.4757
2.2541

2-Cl
0.1658
0.1447
0.0968
-1.0542
1.3283
1.3073
-1.0766
2.2766
-2.0234
0.0807
-2.9615
-5.2220
2.5078
3.4925

3-Cl
0.1469
0.1282
0.0783
-1.0691
1.3147
1.2857
-1.0902
2.2643
-2.0364
0.0653
-2.9901
-5.2165
2.5344
3.5695
2.5096

-1.4669
-0.5442
1.7929
0.0230
0.0546
1.2247
1.1894
-0.3937
1.6418
2.7146
-0.9420
-2.1296
1.6972

0.0679
1.1575
3.9219
1.8544
1.8303
3.2201
3.2317
1.2810
3.7859
5.0105
0.7533
-0.5503
3.9145
4.4842

0.0545
1.1458
3.9210
1.8448
1.8118
3.2073
3.2244
1.2619
3.7790
5.0129
0.7352
-0.5518
3.9299
3.3184
5.1261

SCF = -1055.631130

-No RO TN--N--N--NoRoRo RoRe Xo X"

H
H

0.3702
0.2284
-0.1356
0.3511
-0.0762
-0.2601
0.1693
-0.1742
0.2641
-0.2805
0.8344
1.4235
-0.5687
-1.1979
0.3776
-1.1167

4-Cl1
0.1459
0.1247
0.0893
-1.0709
1.3065
1.2974
-1.0880
2.2504
-2.0305
0.0731
-2.9598
-5.2697
2.5514
2.3488
3.0430
3.2706

SCF = -1055.632059

IDDDEITCIQQz~ODmIEzaoaoaaaaax

1.3528
0.7843
-0.6517
0.3774
0.4806
-0.2442
-0.3358
0.8216
-0.6643
-1.2190
0.8487
1.4129
-0.4909
-1.5896
-0.4457
-2.5400
-1.7902
-1.2978
-1.0861
-0.7798
0.6171

5-Cl
0.0702
0.0784
0.1294
-1.1153
1.3028
1.3536
-1.0822
2.2235
-2.0199
0.1090
-3.0622
-5.4507
2.5952
2.5892
3.7638
2.1723
3.6327
1.9663
3.6714
4.6662
3.9306

SCF = -1055.604060

233

0.0568
1.1474
3.9074
1.8454
1.8241
3.2116
3.2233
1.2695
3.7824
4.9969
0.7553
-0.5810
3.9363
4.8378
4.2764
3.2790

0.2478
1.1904
3.5718
1.7693
1.7837
2.9957
2.9591
1.2901
3.4330
4.5129
0.7888
-0.4274
3.6545
4.5918
2.8074
4.1597
4.9515
5.4790
1.8880
3.3841
2.4866



Supporting Information

7 STRUCTURES

6-Cl
0.2968  0.1417
0.2125  0.0841
-0.0017  -0.0555
0.3621 -1.1366
-0.0444 1.2471
-0.1499  1.1668
0.2554  -1.2051
-0.1646  2.2179
0.3731 -2.1683
-0.0833 -0.1238
0.7793  -2.9882
1.3001 -5.2534
-0.4064  2.3783
-0.5134  2.3211
0.4408  1.9619
-1.3606  1.6610
-0.7150  3.3813

i NoNo RSN NN NoNoNo N o Ro No R~

SCF = -1055.681126

7-Cl
1.6188  0.2925
0.8488  -0.0300
-1.0977 -0.8219
0.3069 -1.3058
0.4228  0.8575
-0.5532  0.4666
-0.6659 -1.7002
0.8607  1.8646
-1.1013  -2.7090
-1.8670 -1.1337
1.0003 -2.7180
1.8491  -4.4209
-1.1671  1.4410
-0.3249  2.9697
-0.7269  3.6057
-0.5118  3.4742
0.7748  2.8586

CEDImQraA—~mmmaaaaaaT

SCF = -1055.623412

0.0517
1.1474
3.9322
1.7971
1.8713
3.2701
3.1785
1.3740
3.6972
5.0243
0.6183
-0.8115
3.9054
5.3179
5.7755
5.6268
5.6150

1.2901
2.0066
3.8311
1.9262
2.9974
3.9156
2.8389
3.0491
2.7833
4.5529
0.3323
-1.6027
5.1735
5.0445
5.8666
4.0702
5.1754

8-Cl
0.5551  0.1491
0.3342  0.1172
-0.2270  0.0475
0.3533  -1.0942
0.0355  1.3007
-0.2450  1.2617
0.0737 -1.1283
0.0176  2.2642
0.0880 -2.0839
-0.4486  0.0258
0.8396 -3.0054
1.4133  -5.2638
-0.5677  2.5563
-0.8306  2.4410
0.4253  3.5094
-1.6691  3.2284

HHmQAQ—-IZIOoDIEZmaaoaoaaadm

SCF = -1055.879407

9-Cl
H 03672 0.1570
C 0.2262 0.1358
C -0.1342 0.1019
C  0.3453 -1.0596
C -0.0731 1.3217
C -0.2533 1.3016
C 0.1656 -1.0755
H -0.1656 2.2632
H 0.2583 -2.0176
H -0.2749 0.0803
I 08265 -2.9625
Cl 14007 -5.2419
Br -0.6573 2.8945

SCF = -1055.618173

234

0.0798
1.1570
3.8914
1.8410
1.8311
3.2008
3.2028
1.3015
3.7475
4.9686
0.7418
-0.5554
3.9214
5.2670
3.8725
3.4393

0.0651
1.1560
3.9205
1.8547
1.8292
3.2146
3.2327
1.2687
3.7932
5.0109
0.7597
-0.5516
4.1319
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ZAaZazZzazZazaoQ~aoaoaaaa

0.2198
-0.1310
0.1335
0.1321
-0.0435
-0.0420
0.5103
0.8142
0.2211
0.2915
-0.1304
-0.2024
-0.3086
-0.4541
-0.1334
-0.2066
0.2181
0.2873

10-Cl1
-0.0231
0.0056
-1.2212
1.1893
1.2156
-1.2188
-0.0473
-0.0732
-2.4718
-3.4993
-2.4410
-3.4421
0.0201
0.0319
2.4524
3.4654
2.4258
3.4422

SCF = -1055.375757

QmmEEE—0a0a0aaan

0.2201

-0.1337

0.1090
0.1563
-0.0209
-0.0688
0.5072
0.1647
-0.1762

-0.3029
-0.0823

0.2589
0.8148

11-C1
-0.0242
0.0097
-1.2197
1.1881
1.2220
-1.2196
-0.0538
-2.4221
-2.3842
0.0259
2.4027
2.3752
-0.0899

SCF = -1055.976427

MHE—-—~Q~0aaaan

0.5677

-0.0132

0.2485
0.5955
0.3062

-0.0484

1.0501
1.5765

-0.5127

0.3492

-0.2945

0.2207
0.9048

12-Cl1
-0.2811
0.5842
-1.2062
1.0783
1.5398
-0.7944
-1.0039
-1.7927
-2.1489
3.5217
1.0028
-2.5255
1.9783

1.1362
3.9342
1.8461
1.8212
3.2199
3.2451
-1.2275
-3.7192
1.1714
0.6303
3.9685
4.5571
5.3443
6.4987
3.9180
4.4857
1.1207
0.5589

1.1412
3.9563
1.8503
1.8271
3.2389
3.2623
-1.1842
1.2307
3.9437
5.2998
3.8978
1.1846
-3.7282

1.0817
3.6883
2.0766
1.3955
2.7032
3.3990
-1.0962
-3.4786
4.8413
3.1508
4.9491
1.7760
0.4332

SCF = -1055.770637

C
I
Cl
Br
Br
Br

-0.0000
-0.0021
-0.0043
-0.9225

1.8143
-0.8910

13-Cl1
-0.0029
-0.0169
-0.0334
-1.5621
-0.0184
1.5799

SCF = -1055.679465

C
I
Cl
F
F
F

-0.0004
0.0008
0.0015
-0.6299
1.2443
-0.6164

14-Cl1
-0.0026
-0.0202
-0.0391
-1.0728
-0.0063
1.0835

SCF = -1055.952098

SCF = -1055.696419

235
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C
I
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-0.0003
-0.0004
-0.0010
-0.7157
-0.1960
-1.7672
-0.7533

1.4335

1.9649

1.5133

1.9633
-0.7182
-0.1990
-0.7578
-1.7690

-0.0015
0.0014
0.0038

-0.7002

-1.2821
1.3952
2.5586
-0.6998
-1.2814

15-Cl1
-0.0039
-0.0167
-0.0320
-1.2438
-2.1584
-1.2521
-1.3073
-0.0002
-0.9088
0.0063
0.9050
1.2394
2.1508
1.3142
1.2424

16-Cl1

-0.0028
-0.0153
-0.0270
-1.2117
-2.2189
-0.0025
-0.0023

1.2076

2.2158

1.2729
-1.1440
-3.6681

1.7570

1.7462

1.7388

1.1183
-1.3992
-3.9038

1.7009

1.6943

1.6858

1.1517
-1.1791
-3.9253

1.5917

1.2153

1.2139

2.7105

1.5842

1.2095

2.7025

1.1991

1.5778

1.1930

2.6958

1.1982

1.5688
-1.3674
-3.7491

1.7094

1.8144

1.7058

1.8077

1.6985

1.7946



Supporting Information

7 STRUCTURES

SCF = -1055.565411

1
Cl

N
C
C
@)
O
C
H
H
C
H
H

17-Cl
0.3472  -1.6605
1.1740 -2.8002
-0.6016 -0.3734
0.0256 -0.3282
-1.8034  0.3049
1.1259  -0.8309
-2.6364 0.4717
-2.0469  0.8847
-2.1514  1.9922
-2.9869  0.4600
-0.8149  0.4583
-0.2267  1.3262
-1.0626  -0.2057

SCF = -1055.795522

I
Cl

C
H
C
H
H

18-Cl1
-0.0030  0.0022
-0.0061  0.1120
0.0003  -0.0537
0.0025  0.9454
-0.0003 -1.1693
0.0015 -1.1846
-0.0024 -2.1674

SCF = -1055.626663

1
Cl

C
H
C
H
C
N

19-Cl
-0.0048 -0.0370
-0.0093 -0.0135
-0.0010 -0.0235
-0.0012  0.9826
0.0013 -1.1388
0.0015 -2.1404
0.0037 -1.1659
0.0058  -1.1999

SCF = -1055.593765

-2.1025
-4.0394
0.1074
1.3379
0.1796
1.6473
-0.7354
1.5979
1.5366
2.0190
2.3781
2.7550
3.2377

-0.9745
-3.7991
1.2275
1.6656
1.9320
3.0324
1.4743

-1.0104
-3.7049
1.2274
1.6490
1.9483
1.4832
3.3694
4.5347

20-Cl1
I -0.0601 -0.0183
Cl 0.2714 0.1893
C -0.3446 -0.1634
H -0.8974 0.6799
C 01351 -1.1905
H 0.6847 -2.0149
N 0.1068 -1.3681
C -0.3165 -2.6855
H 0.2427 -3.4582
H -1.4186 -2.8632
H -0.0743 -2.8158
C -0.5189 -0.3072
H -0.0313 0.6646
H -0.3652 -0.4943
H -1.6237 -0.2159

SCF = -1055.621367

21-Cl1
I 0.0278 -0.0563
Cl 0.3160 -0.1495
C -0.1918 0.0163
H -0.4200 0.0928
C -0.3134 0.0566

SCF = -0.084518

22-Cl1
I 0.0343 -0.0529
Cl 0.3023 -0.1457
C -0.1906 0.0220
C -0.3159 0.0589
C -0.4579 0.0994
N -0.5804 0.1340

SCF = -0.089301
23-Cl1

I 0.0232 -0.0564

Cl  0.3000 -0.1398

C -0.2015 0.0191
N -0.3186 0.0590

SCF = -0.088030

236

-0.9950
-3.7773
1.1839
1.5942
1.8821
1.3863
3.2937
3.7089
3.1198
3.5707
4.7969
4.0444
3.7693
5.1399
3.8525

-0.9142
-3.6495
1.2128
3.4567
2.4052

-0.9455
-3.5525
1.2414
2.4399
3.7975
4.9576

-0.8672
-3.4982
1.3154
2.4729



Supporting Information

7 STRUCTURES

24-Cl
-0.9116  0.4341
0.9836 -0.4455
-1.0673 -0.8215
0.1959  1.2562
1.1466  0.8045
-0.1121  -1.2443
-0.2451  -2.5543
-0.2374  -5.0276
0.3671 -3.6984
-0.9226 -2.6740
-0.9187  -3.9054
0.3708  -4.9299
-0.0963 -6.2513
0.2271 -8.5558
-1.0477  -7.2793
1.0033 -6.3545
1.1740 -7.5010
-0.8844  -8.4359
2.4449 -4.6761
2.4313 -1.2011
0.3776  -9.6712
2.2206 -7.6487
-1.7645 -9.4640
0.9900 -5.9928
0.9831 -3.6501
-1.5721 -1.6207
-1.5644 -3.9631
-1.7956  0.9021
0.3391  2.4623
2.1892  1.6136
4.0840 -2.4130
-2.6454 -2.0136
-2.6313 -7.0874

elal i io GGG ECESESEGCEEE T No o RoNo Yo o loRo Jo o No o Ro o Ro Ro o Xo)

SCF = -1651.517021

1.5590
3.4455
2.1720
1.8882
2.8409
3.1102
3.7686
5.1981
3.2190
4.9984
5.7102
3.9307
6.0043
7.5616
5.9067
6.8593
7.6409
6.6892
6.9440
4.9390
8.3108
8.4827
6.6434
3.3706
2.0169
5.5419
6.8962
0.6461
1.2942
3.1308
6.8471
1.7154
4.6516

25-Cl1
0.3085  -1.3436
-0.3253  1.3992
1.3527  -0.3925
-1.0466 -0.9491
-1.3489  0.4261
1.0210  0.9759
2.7606  -0.8240
5.4416 -1.6490
3.3990 -1.1139
3.4395 -0.9384
4.7838  -1.3520
4.7358 -1.5263
-2.1212  -1.9558
-4.1672  -3.8747
-2.7023  -2.3620
-2.5460 -2.4919
-3.5658  -3.4495
-3.7280 -3.3242
-0.6540  2.8215
-1.2817  5.5267
-0.7580  3.3247
-0.8582  3.6487
-1.1728  5.0050
-1.0708  4.6723
2.4836  -0.5097
2.2655 -0.9040
-1.5880 -1.8020
-2.0625 -1.5645
-0.4218  1.9686
-0.6989  2.8868
0.1580  -0.4039
0.6111  -2.6540
-2.6399 0.8172
2.0087  1.8959
-4.0083  -3.9945
-5.1534  -4.7990
-4.3275  -3.7567
5.4924 -1.4814
6.7336  -2.0462
5.3928 -1.8172
-1.5846  6.8308
-1.3810  5.8531
-1.1821  5.2019

SRR NSRSl R RSSO RSN RN o Ro Yo No o o Ro o Ro NoNo Yo o No Yo o lo o o o Ro No o Xe!

SCF = -2246.926412

237

0.3439
0.0866
0.2907
0.2670
0.1423
0.1660
0.3088
0.3162
-0.9019
1.5330
1.5362
-0.9090
0.2617
0.2252
1.4742
-0.9589
-0.9880
1.4554
-0.1068
-0.5029
-1.4081
1.0097
0.8106
-1.6165
3.2713
-2.7355
-2.7705
3.2273
-3.0623
2.8840
-4.8158
0.4694
0.0739
0.1207
-2.1422
0.2128
2.5890
2.6820
0.3251
-2.0531
-0.6885
1.8447
-2.8544



Supporting Information

7 STRUCTURES
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26-Cl
-1.4332  0.8966
-1.3359  1.6219
-1.0838  3.4323
-1.1379  1.2029
-1.4095  3.0021
-1.2838  3.8913
-1.0055  2.0580
-1.5669  3.3741
-1.3427  4.9757
-0.9879  4.1558
-0.7991  1.4908
-0.4082  0.2413
-0.7418  0.0952
-0.6546  2.2623
-0.4603  1.6312
-0.5513  -0.5432
-0.6919  3.3603
-0.3471  2.2432
-0.5103 -1.6398
-0.2545 -0.2423
-0.9960 -0.8300
-1.3112  -1.5785

SCF = -1353.108273

SRR GRS NoNe SO TR N:-NoRoNo o No ko i:-N-:-NoNoRo o Xo RO )="

27-Cl
0.0199  0.1860
0.0051  0.1493
-0.0311  0.0651
-0.0289 -1.0454
0.0206  1.3398
0.0009  1.2856
-0.0458 -1.1267
0.0520  2.3142
-0.0401  0.0625
-0.0786 -2.4523
-0.1437  -5.0825
-0.0991 -3.5966
-0.0909 -2.6680
-0.1227  -3.9732
-0.1318  -4.8932
-0.0807 -1.8169
-0.1484 -5.7595
-0.1744 -6.1033
-0.0742 -3.0855
-0.1385 -5.5011
-0.0041  2.5842
-0.1163  -4.1843
0.6296  3.6352
0.6017  2.4963
-1.2614  3.0640
-0.7404  -3.1893
-0.7320 -5.3394
1.1431  -4.2539

-2.1434
-1.3117
0.8321
-0.0133
-1.5383
-0.4722
1.0940
-2.5618
-0.6577
1.6553
2.4252
4.9076
2.5508
3.5847
4.8158
3.7552
3.5388
5.7237
3.8245
5.8837
0.5647
-1.8233

0.1241
1.2236
4.0395
1.9063
1.9622
3.3567
3.3063
1.4482
5.1410
3.9205
4.9600
3.1046
5.3048
5.8058
3.5720
6.0054
2.8801
5.3756
1.0498
0.4038
4.1581
7.3205
3.5418
5.3878
4.4359
8.0315
7.7332
7.8639

SCF = -1353.598249

28-Cl1
-0.1505  0.2006
-0.1195  0.1647
-0.0404  0.0760
-0.1173  -1.0309
-0.0817  1.3551
-0.0429  1.3053
-0.0781 -1.1137
-0.0828  2.3262
-0.0096  0.0663
-0.0797  -2.4411
-0.0875 -5.0762
-0.1244  -3.5836
-0.0381 -2.6580
-0.0421  -3.9679
-0.1297 -4.8814
-0.0019  -1.8056
-0.1661  -5.7448
-0.0901  -6.0995
-0.1807 -3.0681
-0.2524  -5.4866
-0.0063  2.5147
0.0233  3.5043
0.0008 -4.1678
0.0360 -4.3320

oW Ao Ol N=-i::N.-NoNoNoNoRoRoi=-R:-No o No o No Ro ==

SCF = -1353.001396

238

0.1458
1.2450
4.0605
1.9268
1.9810
3.3810
3.3260
1.4622
5.1604
3.9392
4.9725
3.1221
5.3218
5.8285
3.5872
6.0180
2.8924
5.3800
1.0694
0.4198
4.1289
4.7397
7.2369
8.3878



Supporting Information

7 STRUCTURES

29-Cl
-0.0370  0.1929
-0.0632  0.1420
-0.1357  0.0236
-0.0498 -1.0638
-0.1149  1.3236
-0.1409  1.2880
-0.0864 -1.1542
-0.1314  2.2793
-0.1598 -0.0314
-0.0692 -2.4916
-0.0341 -5.1348
-0.0125 -3.6197
-0.1085 -2.7196
-0.0825 -4.0415
0.0059  -4.9196
-0.1536  -1.8555
0.0488  -5.7737
-0.0232 -6.1736
0.0329 -3.0780
0.1223  -5.5151
-0.0985  2.4729
-0.0517  -4.2537
-0.2980  3.7187
0.5266  3.8546
-0.2471  4.5687
-1.2856  3.7634
-0.6050  2.4081
0.1304  1.8461
-1.6012  1.8906
-0.7143  3.4411
-0.3603  -3.1609
0.4380 -2.3747
-0.3837 -3.5173
-1.3543  -2.6949
-0.2327  -5.5897
0.6154 -6.2366
-1.2013  -6.0402
-0.2251 -5.5840

asliasfasN@ Rz fia:NoRarliafiai NNl N o WA HON Nl B NoNo o o Xo Ro i =N NoRo o N o o N R=:

SCF = -1353.081321

0.1478
1.2469
4.0502
1.9070
1.9880
3.4028
3.3044
1.4438
5.1481
3.9077
4.9055
3.0726
5.2819
5.8105
3.5312
5.9606
2.8255
5.2671
1.0328
0.3374
4.1637
7.1887
3.4695
2.7190
4.2000
2.9341
5.5112
6.1481
5.5711
5.9343
8.0698
7.9805
9.1332
7.8264
7.6889
7.3349
7.3378
8.8105

SCF = -1055.509418

-1.4992
-2.1762
-0.7415
0.1032
-0.9388
-0.0992
0.3218
-0.5245
0.0448
0.8214
0.4279
-1.5946
-0.9997
-2.6213
-1.6766
-0.7134

OO AQDETOQQZAa0Q0 ~

I -1.5359
Cl -2.3613
C -0.7330
C 0.1152
C -0.9055
C -0.1240
C 0.3061
N -0.4847
H -1.3842
H 0.0189
H 0.7928
H 0.4420
H -0.1374
C -0.6778
H -0.2821
H -1.7746

33-Cl1
1.2755
2.0295
0.4400
-0.3616
-0.8292
1.3653
0.9757
-1.2436
2.3913
1.6757
-0.7014
-1.77T7
-1.8766
-1.3998
-2.7797
-2.2946

34-Cl1
1.2495
1.8973
0.5630
-0.3608
-0.7616
1.4511
0.9840
-1.2278
-1.5022
2.5073
1.6477
-0.7618
-3.2697
-2.6184
-2.8218
-2.8597

SCF = -1055.484741

239

-3.8144
-5.9861
-1.4192
1.1109
-1.0053
-0.5526
0.7012
0.2500
-0.9224
1.3880
2.1039
-1.8852
-2.8325
-2.1378
-1.3888
0.5323

-3.6206
-5.8386
-1.4159
1.0494
-1.0501
-0.5363
0.7130
0.1776
-1.7181
-0.8161
1.4428
2.0261
-0.2034
0.5353
1.5648
0.5070



Supporting Information 7 STRUCTURES

35-Cl1 37-Cl1
I -1.5272 1.0965 -3.6224 -0.3479  0.5746 -0.1356
Cl -2.3849 1.6991 -5.8438 -0.5755 1.8576 -0.6023
C -0.6859 0.4874 -1.4185 -0.3442  2.7104  0.4632
N 0.2660 -0.2225 1.1205 0.0327  0.6191  1.2251
C -0.7142 -0.8430 -0.9890 0.0258  1.9629  1.6046
C -0.1692 1.4549 -0.5513 -1.3448  2.6256 -3.4812
C 0.3017 1.0885 0.7072 -0.5787  4.4664 -0.6384
C -0.2369 -1.1825 0.2746 -0.4727 41357  0.4287
H -1.1129 -1.6354 -1.6419 0.4380 4.6088  0.8869
H -0.1287 25138 -0.8512 -1.3794 4.4519  1.0134
H 0718 1.8206 1.4233 0.5576 -1.0458 -1.1162
H -0.2405 -2.2217 0.6521 -0.4638 -0.6235 -0.9106
H 1.8853 -0.7845 2.3476 -1.0641 -1.3849 -0.3425
C 0.7812 -0.5903 2.4222 -0.9736 -0.3819 -1.8808
H 0.6004 0.2422  3.1530 -1.9020 3.1846 -5.6892
H 02666 -1.5174 2.7898 0.3504 -0.6384 2.0119
0.3430  2.6266 2.9314
0.9224 -0.4260  3.2362
1.2206  -1.4840 1.3667
-0.7544  -1.4147  2.2632
1.5170  3.3394 2.9144
-0.6038  3.5404  3.3280
0.4609  1.7716  3.9926

SCF = -1055.482464

36-C1
-0.3372  0.5746  -0.1285
-0.5819  1.8517 -0.5970
-0.3425  2.7065  0.4624
0.0571  0.6269  1.2291 SCF = -1055.990229
0.3007 -0.2650 1.8031
0.0538  1.9645  1.5999
0.2940  2.4347  2.5515 38-C1
-1.4091  2.5597  -3.2644 0.0670 -0.9891 -0.8258
-0.7994  4.4538  -0.5840 -0.4784  0.1509  -1.3909
-0.4692  4.1273  0.4380 -0.4937  1.1221  -0.4046
0.5179  4.6060  0.6790 0.4001 -0.7383  0.5286
-1.2284  4.4591  1.1965 0.0463  0.5937  0.7944
0.5329 -1.1603 -0.9213 -1.4353  0.4266  -4.2828
-0.4572  -0.6314 -0.8813 -1.3459  2.5962  -1.6069
-1.2127  -1.3106  -0.4021 -0.9768  2.4594  -0.5553
-0.7888  -0.3866 -1.9255 -0.1504  3.1923  -0.3513
-2.0797 3.1210 -5.4582 -1.8193  2.6474  0.1634
-0.0852 -2.1454 -2.5534
0.2714 -2.2373  -1.4926
1.3630 -2.5022 -1.4874
-0.3055 -3.0496 -0.9738
-2.1550  0.6102  -6.5082
0.9759 -1.6747  1.4092
1.4514  -2.4374  2.1475
0.1851  1.3027  2.0034
0.3059  1.8756  3.0085
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SCF = -1055.507188
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SCF = -1055.395242

240



Supporting Information 7 STRUCTURES

39-Cl1
-0.3514 0.5782  -0.1474
-0.5678  1.8568 -0.6168
-0.3366  2.7101  0.4417
0.0222  0.6194  1.2240
0.0315 1.9656  1.5961
-1.2934 25749  -3.2929
-0.7492 4.4579  -0.6220
-0.4444 41321  0.4079
0.5437  4.5983  0.6699
-1.2134 44765  1.1513
0.5060 -1.1675 -0.9286
-0.4767 -0.6232 -0.9064
-1.2489 -1.2929 -0.4400
-0.7866 -0.3703 -1.9551
-1.8738  3.1504  -5.5102
0.3253 -0.5737 2.0274
1.1836  -1.1398  1.5833
-0.5612  -1.2569  2.0677
0.5952 -0.2778  3.0709
0.3472  2.5726  2.8971
1.2175  3.2714  2.8047
0.6049  1.7788  3.6406
-0.5288 3.1534  3.2838

CIDDoQZIDQQErIamEzamn—aazaz

SCF = -1055.532696

40-Cl1
-0.0336 -1.0254 -0.7708
-0.4961 0.1326 -1.3714
-0.3993  1.1475  -0.4355
0.3698 -0.7360 0.5614
0.1219  0.6207  0.7779
-1.5139 0.3669 -4.0912
-1.4825 2.5759  -1.5054
-0.7807  2.5082 -0.6322
0.1282  3.1360 -0.8407
-1.2857 2.8961  0.2928
0.9958 -2.8234 -1.0541
0.0528 -2.3109 -1.3841
-0.8284 -2.9407 -1.0832
0.0552 -2.1921 -2.5002
-2.3431 0.5456  -6.2918
0.9751 -1.6346 1.3962
0.2418  1.3342  1.9387
1.4467  2.1100  2.0086
2.3408  1.4478  1.9247
1.3889  2.5822  3.0208
1.4520  2.8844  1.2043
0.0489 -2.4929 2.0774
-0.6627 -1.8893  2.6892
0.7098 -3.1178  2.7283
-0.5021  -3.1252  1.3403

CTCICQEEDIZQoommamnTmTman~aQzaz

SCF = -1055.613061
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