Supplementary Material:

Table S1. Docking Results

Comp. | Cytotoxicity range
(NM)? SUBSP | PROT® | Zscore® | PLANTS? | AD4f | AMBfixd | AMBmov"

1b >1000 AB | 5H70 | 081 | -68,22 47,81 | -47,79
AB | 5)vD | 081 767 | 41,70 | -51,35
1c >1000 AB | 5H70 | 069 | -76,69 47,66 | -4523
BC | CA4 | 0,69 8,67 | -40,32 | -33,62
1d 407-650 AB | 5z4P | 078 | -61,53 4452 | -58,33
AB | CcA4 | 0,78 747 | -46,72 | -44,25
le >1000 AB | 5H70 | 0,72 | -84,09 52,34 | -52,47
AB | 50vD | 0,72 777 | 3924 | -4427
1f 180-460 AB | 5z4P | 092 | -66,99 3518 | -57,30
AB | 6D88 | 0,83 773 | 37,62 | -48,46
19 223-387 AB | 6BRY | 0,85 739 | 3051 | -26,14
AB | 5NFZ | 085 | -62,73 2751 | -51,72
1h 17-711 ABC | 5z4P | 0,72 -76,89 -38,26 -48,56
BC | 5JvD | 0,72 9,08 | -43,97 | -58,04
E-2¢ >1000 BC | 5JvD | 0,73 9,80 | -39,42 | -52,93
AB | 5H70 | 0,73 | -66,10 4325 | -44.41
Z-2c >1 BC | 5JvD | 0,65 9,93 | -4434 | -48,96
AB | 5H70 | 065 | -79,50 4294 | -46,97
E-2d 277-677 AB | 5z4P | 077 | -54,69 4582 | -51,67
AB | 5XKH | 0,76 846 | -3824 | -42,30
Z-2d 277-677 AB | 5z4P | 077 | -54,39 48,67 | -40,22
AB | cA4 | 077 8,12 | -44,40 | -49,81
E-2e >1000 AB | 5JvD | 0,75 | -78,66 46,89 | -44,95
AB | 5H70 | 0,75 824 | 52,00 | -51,20
Z-2e >1000 AB | 50vD | 0,78 842 | -3479 | -3830
AB | 5H70 | 0,78 | -81,95 5410 | -53,76
E-2f >1000 AB | 5NFZ | 089 | -63,94 31,04 | -42,53




AB | 5)3vD | 0,88 825 | -3403 | -4513
Z-2f >1000 AB | 6F7C | 087 | -64,08 17,66 | -25,63
AB | 5)3vD | 087 849 | -3924 | -40,05

E-2g 407-3330 AB | 5XAF | 083 | -61,63
AB | cA4 | 083 803 | -3460 | -3589

Z-29 407-3330 AB | 5H70 | 082 | -62,57
AB | 6BRY | 082 781 | 2544 | -2714
3b 81-277 AB | 5H70 | 083 | -73.49 4736 | -57,42
AB | 5)3vD | 083 813 | -4739 | -43,99
3¢ 140-523 BC | 5JvD | 0,68 9,58 | -45,78 | -53,54
AB | 5H70 | 068 | -79,64 9,57 -47,69
3d >1000 AB | 5z4P | 0,76 | -66,49 5721 | -47,12
AB | 5H70 | 076 809 | -5095 | -3849
3e >1000 AB | 5H70 | 0,75 | -86,54 5283 | -59,52
AB | 5H70 | 075 793 | 5612 | -53.42
3f >1000 AB | 5z4P | 090 | -73.45 41,62 | -4556
AB | 6BRY | 0,90 797 | -3502 | -44.20
3h 230-477 ABC | 5z4P | 0,69 | -79,92 40,62 | -46,71
AB | cA4 | 069 933 | -4132 | -4558
4d >1000 AB | 5z4p | 082 | -67,36 4488 | -48,65
AB | 6BRY | 081 786 | -3679 | -47.23
4d >1000 AB | 6F7C | 065 | -60,38 4491 | -51,66
AB | 6BRY | 0,65 788 | -4243 | -49,63
de >1000 AB | 50vD | 078 | -8848 4383 | -53,96
AB | SJVvD | 0,78 -8,19 | -44,46 -44,70
de >1000 AB | 50vD | 0,79 797 | -4366 | -5427
AB | 5z4p | 0,79 | -91,66 5046 | -61,24
4f >1000 AB | 5z4P | 096 | -69,96 3532 | -4585
AB | cA4 | 0095 777 | -3961 | -5101
4f >1000 AB | 5z4P | 095 | -72,55 3332 | -37,16




AB | cA4 | 0,94 871 | -4227 | -6137
49 367-403 AB | 5z4P | 082 | -70,78 30,87 | -39,74
AB | 503vD | 082 768 | -3838 | -39.82
5a >1000 AB | 5)3vD | 0,74 873 | -1161 | -3041
AB | bLact | 0,74 | -5646 2114 | -27,39
5d >1000 AB | 5BH70 | 070 | -53,67 2527 | -46,25
AB | cA4 | 070 810 | -1272 | -41,90
5e >1000 AB | 5H70 | 067 | -75.84 23,40 | -32,14
AB | 5H70 | 067 828 | -1964 | -31,01
E-6a >1000 AB | CA4 | 075 | -59,03 1452 | -40,75
AB | 503vD | 075 931 | -1495 | -32,97
Z-6a >1000 AB | 5H70 | 0,72 | -6158 2784 | -32,08
AB | 503vD | 072 934 | -1837 | -36.40
7a >1000 AB | 5H70 | 0,73 | -66,85 3498 | -47,30
AB | 5)3vD | 073 917 | 2257 | -4351

7d >1 AB | 5Z4P | 0,70 -58,48
AB | 5H70 | 0,70 889 | -30,71 | -51,38
8a 102-503 AB | CA4 | 082 | -7661 66,82 27,56
AB | cA4 | 082 866 | -5637 | -51.33
8b 57-80 AB | 5H70 | 089 | -67,33 4823 | 5411
AB | cA4 | 089 787 | -4217 | -4151
8c >1000 ABC | 5JvD | 0,70 | -79,79 3256 | -55,76
BC | 5)vD | 0,70 10,07| -50,83 | -56,07
8h >1000 AB | 50vD | 0,72 931 | 3121 | -4332
AB | 5H70 | 0,72 | -7649 33,76 | -4546
9a >1000 AB | 5H70 | 0,77 | -64,56 31,09 | -38,73
AB | ca4 | 077 903 | -2506 | -47.86

Supplementary Table 1. Docking results. ? Range of antiproliferative ICso values. ® Subsites of
the colchicine site occupied by the selected pose. ¢ PDB-ID with the best docking score for the
selected pose. 9 Z score of the selected pose within the Autodock or PLANTS scores. € PLANTS
score for the selected pose.fAutoDock4 score for the selected pose.8 MM-PBSA with AMBER for



the selected pose after 5 ns molecular dynamics with the protein fixed.* MM-PBSA with AMBER
for the selected pose after 5 ns molecular dynamics with the protein free.



