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Compound Name DOCK | RANK | HUMAN Final STF ICso
1D 1 2 3 Score! (uM)3
iCRT
C00010001 3 23 4 1 * 27
B00011001 A0l 19 31 -1 * > 100
B00010002 A02 51 24 1 * nd
B00010003 A03 17 3 1 oksk 62.29
B00012004 A04 29 25 1 * > 100
B00010005 A0S 39 5 1 * nd
B00010006 | A06 22 9 1 ok 37.28
B00011007 | A07 12 49 -1 * > 100
B00010008 A0S 28 53 -1 nd
B00010009 A09 35 2 1 ok nd
B00011010 | AlO 11 22 -1 * nd
B00010011 All 41 48 -1 V
B00010012 Al2 34 10 1 * 9.62
B00012013 Al3 21 14 1 ok nd
B00010014 Al4 42 38 0 > 100
B00010015 AlS5 37 6 1 * nd
B00011016 | Al6 26 37 1 * nd
B00010017 | Al7 40 63 -1 nd
B00010018 AlS 57 11 1 * nd
B00012019 Al9 7 21 -1 * nd

FIG. 5
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Compound | Nam | DOCK | RANK | HUMAN Final STF IC50
D e 1 2 3 Scored (UM)5
B00010020 | A20 52 27 -1 nd
B00010021 | A21 55 16 0 nd
B00012022 | A22 13 57 0 * nd
B00010023 | A23 50 52 0 nd
B00010024 | A24 48 30 -1 nd
B00012025 | A25 4 43 -1 * nd
B00010026 | A26 59 39 -1 nd
B00010027 | A27 47 35 -1 nd
B00012028 | A28 8 40 -1 * nd
B00010029 | A29 60 15 -1 nd
B00010030 | A30 56 61 -1 nd
B00012031 | A3l 16 7 -1 * nd
B00010032 | A32 53 60 -1 nd
B00010033 | A33 54 46 -1 nd
B00012034 | A34 36 29 -1 nd
B00010035 | A35 63 36 -1 nd
B00010036 | A36 14 18 -1 * nd
B00012037 | A37 1 17 -1 * nd
B00010038 | A38 46 8 -1 nd
B00010039 | A39 25 55 -1 nd
B00012040 | A40 2 54 -1 * nd

FIG. 5 (Continued)
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Compound | Nam | DOCK | RANK | HUMAN Final STF IC50
D e 1 2 3 Scored (UM)5
B00010041 | A4l 45 45 -1 nd
B00010042 | A42 62 51 0 nd
B00012043 | A43 31 50 -1 nd
B00010044 | A4d4 61 47 0 nd
B00010045 | A45 3 23 1 o 0.23
B00011046 | A46 18 13 1 wx nd
B00010047 | A47 33 64 -1 nd
B00010048 | A48 9 32 1 o 2.84
B00011049 | A49 43 58 1 * nd
B00010050 | A50 44 19 1 * nd
B00010051 | AS51 32 20 1 * > 100
B00010052 | A52 20 44 1 ok > 100
B00010053 | AS53 27 33 -1 > 100
B00010054 | A54 58 34 -1 nd
B00010055 | A55 15 12 -1 * nd
B00010056 | A56 38 41 -1 nd
B00010057 | A57 10 28 1 o nd
B00010058 | A58 24 42 -1 nd
B00010059 | A59 64 56 0 nd
B00010060 | A60 49 1 -1 * nd
B00010061 | A61 6 26 0 * nd
B00010062 | A62 5 59 -1 * nd
B00010063 | A63 30 62 -1 nd

FIG. 5 (Continued)
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Compound Index DOCK energy score
GB2880 -59.37
GB8752 -54.84
GB9694 -54.56
GB1068 -53.79
GB5078 -53.39
GB1874 -52.93
GB8845 -51.02
GB2955 -50.47
GB1856 -50.45
GB2082 -50.11
GB0985 -49.85
GB1317 -49.72
GB8679 -48.84
GB1281 -48.78
GB2331 -48.69
GB5400 -48.63
GB0993 -48.54
GB7770 -48.18
GB5462 -47.89
GB1723 -47.83
GB0685 -47.35
GB0768 -47.35
GB7455 -47.21
GB5898 -47.06
GB5855 -47.04
GB6853 -46.56
GB4096 -46.54

FIG. 6A
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