
S2 Table. Compound – target pairs that are reported to have a bioactivity value between 10 

and 20 µM in ChEMBL (v29), and predicted as active/interacting by DRUIDom. 

Compound_ChEMBL_id – Target_UniProt_acc 
CHEMBL105608 – Q6W5P4 CHEMBL1397874 – Q9H228 CHEMBL1922120 – P06493 CHEMBL286721 – P49759 CHEMBL490935 – P29474 

CHEMBL1081382 – P27338 CHEMBL1401508 – Q16790 CHEMBL1922209 – P06493 CHEMBL288174 – P16473 CHEMBL500996 – Q6W5P4 

CHEMBL1088158 – O43451 CHEMBL1401508 – Q9ULX7 CHEMBL1922209 – P11802 CHEMBL288174 – Q6W5P4 CHEMBL55267 – Q05655 

CHEMBL1095574 – P22748 CHEMBL1404207 – Q96LD8 CHEMBL1922209 – P28482 CHEMBL293720 – P22303 CHEMBL553 – P04049 

CHEMBL111 – Q14330 CHEMBL1404207 – Q9BQF6 CHEMBL1922212 – P11802 CHEMBL296103 – Q02763 CHEMBL553 – P09619 

CHEMBL1112 – Q6W5P4 CHEMBL1404207 – Q9GZR1 CHEMBL1922218 – P11802 CHEMBL296419 – P08588 CHEMBL56543 – P04626 

CHEMBL1113 – P16473 CHEMBL1408579 – P54829 CHEMBL1923968 – P07384 CHEMBL296419 – P32245 CHEMBL567341 – P07858 

CHEMBL1162193 – P41231 CHEMBL1410669 – P16473 CHEMBL1929302 – P00533 CHEMBL296419 – P41968 CHEMBL568173 – P43166 

CHEMBL1172 – Q9H3N8 CHEMBL1414 – P22748 CHEMBL194805 – Q92731 CHEMBL296455 – P28482 CHEMBL568348 – P07451 

CHEMBL117697 – P29376 CHEMBL1415555 – O95136 CHEMBL195437 – P29274 CHEMBL298612 – P28335 CHEMBL568416 – P00918 

CHEMBL117697 – P35968 CHEMBL1417177 – Q9HBX9 CHEMBL19612 – P07451 CHEMBL298612 – P35368 CHEMBL569185 – Q12809 

CHEMBL117697 – Q07912 CHEMBL1421770 – P41143 CHEMBL198039 – P50281 CHEMBL300987 – P20309 CHEMBL570360 – Q12809 

CHEMBL117697 – Q96GD4 CHEMBL1431953 – P21554 CHEMBL1981675 – P28482 CHEMBL312862 – O75469 CHEMBL570805 – Q12809 

CHEMBL1182210 – P16473 CHEMBL1433815 – P16473 CHEMBL1981770 – P28482 CHEMBL321510 – P00749 CHEMBL571952 – Q12809 

CHEMBL1186802 – P35228 CHEMBL1434729 – P16473 CHEMBL198262 – P50281 CHEMBL321510 – P07477 CHEMBL572153 – Q12809 

CHEMBL11909 – Q9HBX9 CHEMBL1446078 – Q6W5P4 CHEMBL1988859 – P28482 CHEMBL3216112 – P29474 CHEMBL578061 – O14757 

CHEMBL119709 – Q9HBX9 CHEMBL1453928 – P16473 CHEMBL201511 – P06213 CHEMBL326450 – P08912 CHEMBL578061 – P05129 

CHEMBL1200503 – Q6W5P4 CHEMBL1472131 – P28482 CHEMBL204077 – P00915 CHEMBL326450 – P11229 CHEMBL578061 – P11309 

CHEMBL1200916 – Q6W5P4 CHEMBL1473849 – P16473 CHEMBL2062335 – P49146 CHEMBL328907 – P00519 CHEMBL578061 – P23443 

CHEMBL1201049 – Q6W5P4 CHEMBL1474532 – P16473 CHEMBL2153621 – P29274 CHEMBL329033 – P06239 CHEMBL578061 – P68400 

CHEMBL1201102 – Q6W5P4 CHEMBL14762 – P28482 CHEMBL2153626 – P30542 CHEMBL335065 – P14151 CHEMBL578061 – Q05655 

CHEMBL1214248 – O43570 CHEMBL1485765 – P16473 CHEMBL2153627 – P29275 CHEMBL335065 – P16109 CHEMBL58228 – P11229 

CHEMBL1214248 – P00918 CHEMBL1491258 – Q6W5P4 CHEMBL21731 – P16473 CHEMBL3355482 – P06239 CHEMBL583430 – Q12809 

CHEMBL1214248 – P07451 CHEMBL1503193 – P16473 CHEMBL2177587 – P56524 CHEMBL344104 – P00742 CHEMBL585163 – Q12809 

CHEMBL1214248 – Q16790 CHEMBL1521291 – P30556 CHEMBL2177587 – Q96DB2 CHEMBL356623 – P28221 CHEMBL590047 – Q02156 

CHEMBL1230640 – Q9Y2K7 CHEMBL1525753 – P10828 CHEMBL2177587 – Q9UKV0 CHEMBL3621860 – Q9H3R0 CHEMBL593165 – Q16790 

CHEMBL1232474 – P16473 CHEMBL1534846 – Q9HBX9 CHEMBL2177588 – Q9UKV0 CHEMBL3621868 – Q9H3R0 CHEMBL593618 – Q16790 

CHEMBL1233715 – P35228 CHEMBL1542448 – P34972 CHEMBL2203713 – P18825 CHEMBL3621871 – Q9Y2K7 CHEMBL59939 – P08172 

CHEMBL1241680 – P54760 CHEMBL1562420 – P28482 CHEMBL2303665 – P16581 CHEMBL3621875 – Q9Y2K7 CHEMBL606245 – P07948 

CHEMBL1241771 – P54760 CHEMBL1570251 – P16473 CHEMBL2316903 – P08575 CHEMBL3621876 – Q9H3R0 CHEMBL606245 – P24941 

CHEMBL1242208 – P35968 CHEMBL1581985 – P16473 CHEMBL2316903 – P17706 CHEMBL3621878 – Q9H3R0 CHEMBL606245 – Q15418 

CHEMBL1242208 – P54760 CHEMBL1583874 – P28482 CHEMBL2316903 – P18031 CHEMBL3621879 – Q9H3R0 CHEMBL612083 – P16473 

CHEMBL1242472 – P35968 CHEMBL1583874 – P53779 CHEMBL2316903 – P43378 CHEMBL3621881 – O75164 CHEMBL6291 – Q86Y07 

CHEMBL1256656 – Q6W5P4 CHEMBL1592119 – Q9H228 CHEMBL2316904 – P18031 CHEMBL3621881 – Q9H3R0 CHEMBL63329 – Q6W5P4 

CHEMBL1256761 – Q6W5P4 CHEMBL1592223 – P24941 CHEMBL23194 – Q16790 CHEMBL363807 – P29275 CHEMBL656 – P41145 

CHEMBL1256958 – Q9HBX9 CHEMBL1613623 – P16473 CHEMBL2324339 – P51878 CHEMBL385168 – P41143 CHEMBL69863 – Q15746 

CHEMBL1277786 – P35228 CHEMBL1659 – Q6W5P4 CHEMBL2326408 – P10828 CHEMBL388239 – P03952 CHEMBL71 – P32245 

CHEMBL127907 – P11362 CHEMBL168829 – P00533 CHEMBL2326408 – P11474 CHEMBL388978 – Q9H4A3 CHEMBL71851 – P00915 

CHEMBL1294 – Q13936 CHEMBL1702752 – P35372 CHEMBL2373635 – Q6W5P4 CHEMBL403128 – P28482 CHEMBL72365 – P28482 

CHEMBL130266 – P41231 CHEMBL1704084 – P34972 CHEMBL2374027 – Q6W5P4 CHEMBL404941 – P48729 CHEMBL752 – Q96G91 

CHEMBL130266 – P51582 CHEMBL1705 – Q6W5P4 CHEMBL2374078 – Q6W5P4 CHEMBL406266 – Q15077 CHEMBL77966 – P08183 

CHEMBL1307207 – Q9BQF6 CHEMBL1707517 – Q9HC97 CHEMBL239233 – P0DMS8 CHEMBL40966 – P13945 CHEMBL7917 – P28482 

CHEMBL1311617 – P16473 CHEMBL1710 – Q6W5P4 CHEMBL2418740 – P35372 CHEMBL41632 – P19793 CHEMBL7917 – Q99640 

CHEMBL1314751 – Q6W5P4 CHEMBL1711929 – P35372 CHEMBL2418740 – P41143 CHEMBL425020 – P50281 CHEMBL80895 – P28482 

CHEMBL1317978 – P16473 CHEMBL1713 – Q6W5P4 CHEMBL2418741 – P35372 CHEMBL427366 – P50281 CHEMBL87563 – P00750 

CHEMBL1319733 – P10828 CHEMBL1713943 – P35372 CHEMBL245968 – Q02763 CHEMBL43064 – Q6W5P4 CHEMBL92086 – P04626 

CHEMBL1322702 – Q6W5P4 CHEMBL1715925 – Q96EB6 CHEMBL246356 – P10721 CHEMBL431276 – P35372 CHEMBL92251 – P00734 

CHEMBL1327758 – P16473 CHEMBL1715925 – Q9NXA8 CHEMBL25236 – P16473 CHEMBL431342 – Q02763   

CHEMBL1336 – Q9Y572 CHEMBL1736339 – P35372 CHEMBL253551 – O43570 CHEMBL441343 – P00918   

CHEMBL1357429 – Q13627 CHEMBL178 – P10828 CHEMBL25610 – P11362 CHEMBL450234 – P29475   

CHEMBL1358012 – P16473 CHEMBL1783963 – P50406 CHEMBL258161 – P08912 CHEMBL459729 – P17252   

CHEMBL1359181 – Q6W5P4 CHEMBL1784886 – Q15077 CHEMBL258805 – P09619 CHEMBL466841 – P00918   

CHEMBL137780 – P00749 CHEMBL185327 – P00533 CHEMBL258893 – P28482 CHEMBL476833 – Q9Y2T6   

CHEMBL1397874 – Q99500 CHEMBL189584 – P41240 CHEMBL26998 – P16473 CHEMBL478629 – P19525   

 


