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Inchikey Drugname Canonical_Smiles sp|P04363|KITH_MONPZ sp|Q8V4S4|POXIN_MONPZ sp|Q8V4T3|SODL_MONPZ sp|Q8V4T7|PROF_MONPZ sp|Q8V4U9|A28_MONPZ sp|Q8V4V4|VTF3L_MONPZ sp|Q8V4Y0|CAHH_MONPZ sp|Q8V518|I1_MONPZ sp|Q8V566|VHR2_MONPZ sp|Q8V571|P28_MONPZ tr|Q5IXY0|Q5IXY0_MONPV Avg_Predictions
KJHKTHWMRKYKJE-SUGCFTRWSA-N Lopinavir Cc1cccc(C)c1OCC(=O)NC(Cc1ccccc1)C(O)CC(Cc1ccccc1)NC(=O)C(C(C)C)N1CCCNC1=O 8.352711886 8.71494816 8.61693144 8.058707922 8.023671227 8.063821373 8.3265239 8.623963238 7.979199369 8.456130286 8.657224338 8.352166649
NCDNCNXCDXHOMX-XGKFQTDJSA-N Ritonavir CC(C)c1nc(CN(C)C(=O)NC(C(=O)NC(Cc2ccccc2)CC(O)C(Cc2ccccc2)NC(=O)OCc2cncs2)C(C)C)cs1 7.717121162 7.646878175 8.071611775 8.165179821 7.646204309 8.003238694 8.191297384 8.215700973 7.691663386 8.199005854 8.116520438 7.969492906
JTZZSQYMACOLNN-VDWJNHBNSA-N Simeprevir COc1ccc2c(OC3CC4C(=O)NC5(C(=O)NS(=O)(=O)C6CC6)CC5C=CCCCCN(C)C(=O)C4C3)cc(-c3nc(C(C)C)cs3)nc2c1C 7.8643894 7.828670713 7.933287152 8.210331395 7.926518995 8.226891363 7.868169009 8.355690864 8.097022209 7.596046513 7.519396832 7.947855859
RXBWRFDZXRAEJT-SZNOJMITSA-N PALINAVIR CC(C)C(NC(=O)c1ccc2ccccc2n1)C(=O)NC(Cc1ccccc1)C(O)CN1CCC(OCc2ccncc2)CC1C(=O)NC(C)(C)C 7.902456915 7.679067844 8.2168071 7.976183271 7.784989394 8.047933345 8.110285205 7.595113683 7.733117354 7.900263569 8.080358091 7.911506888
KXDIHAQCVNNLIB-UHFFFAOYSA-N MK-4965 N#Cc1cc(Cl)cc(Oc2cc(OCc3[nH]nc4nc(N)ccc34)ccc2Cl)c1 7.501006948 7.32845005 7.267640376 7.246514266 7.751318894 7.402464652 7.998830643 7.658198684 7.57100036 7.580122277 7.172833436 7.498034599
WCWSTNLSLKSJPK-LKFCYVNXSA-N Cabotegravir CC1COC2Cn3cc(C(=O)NCc4ccc(F)cc4F)c(=O)c(O)c3C(=O)N12 7.415690855 6.798169766 7.073485495 7.101704903 7.096480314 7.407761246 7.247127858 7.092527405 7.512089721 7.169034832 7.377758772 7.208348288
UAUIUKWPKRJZJV-QPLHLKROSA-N Paritaprevir Cc1cnc(C(=O)NC2CCCCCC=CC3CC3(C(=O)NS(=O)(=O)C3CC3)NC(=O)C3CC(Oc4nc5ccccc5c5ccccc45)CN3C2=O)cn1 7.27934457 6.945723428 7.334946311 7.1532691 7.012102692 6.982745357 7.131361604 6.737205428 7.243422959 7.221405374 7.589970088 7.148317901
SUJUHGSWHZTSEU-FYBSXPHGSA-N Tipranavir CCCC1(CCc2ccccc2)CC(O)=C(C(CC)c2cccc(NS(=O)(=O)c3ccc(C(F)(F)F)cn3)c2)C(=O)O1 7.12315942 7.261008105 7.332981871 6.546648405 6.984886193 6.583972078 6.854536927 6.996526467 6.643389676 7.297335283 7.152055953 6.979681853
QWLNINWUBHHOLU-UHFFFAOYSA-N GSK-364735 Cn1c(=O)c(C(=O)NCCO)c(O)c2ncc(Cc3ccc(F)cc3)cc21 7.153165294 6.423234415 6.766716236 7.123952502 7.137023511 6.906147107 6.637628532 6.687378812 6.959303932 6.424343089 7.166453637 6.85321337
DKMXWAOCNKDQMT-UHFFFAOYSA-N L-870812 CN(C)C(=O)C(=O)N(C)c1nc(C(=O)NCc2ccc(F)cc2)c(O)c2ncccc12 6.596707091 6.597651328 7.051191816 7.036683117 6.550807748 7.222316522 6.636644344 6.87511008 6.83112022 6.717309457 7.142716986 6.841659883
VNIWZCGZPBJWBI-UHFFFAOYSA-N BMS-707035 Cn1c(N2CCCCS2(=O)=O)nc(C(=O)NCc2ccc(F)cc2)c(O)c1=O 7.271330937 6.89095814 6.749655053 6.849734518 6.693689314 7.090815135 6.809169706 6.53649797 6.995621072 6.562343293 6.514869517 6.814971332
UOBYJVFBFSLCTQ-UHFFFAOYSA-N TMC-647055 COc1ccc2c(c1)C=C1Cn3c-2c(C2CCCCC2)c2ccc(cc23)C(=O)NS(=O)(=O)N(C)CCOCCN(C)C1=O 6.573704517 6.724249783 6.649048889 6.662997674 6.583183321 6.79935864 6.763691879 6.951301734 6.658099136 6.700058924 6.470264121 6.685087147
KMUNHOKTIVSFRA-KXFIGUGUSA-N Filociclovir Nc1nc2c(ncn2C=C2CC2(CO)CO)c(=O)[nH]1 6.443193293 6.597293826 6.820345915 6.431499525 6.748077771 6.56088658 6.668027551 6.931825947 6.468866742 6.838369864 6.53258344 6.640088223
ILAYIAGXTHKHNT-UHFFFAOYSA-N Dapivirine Cc1cc(C)c(Nc2ccnc(Nc3ccc(C#N)cc3)n2)c(C)c1 7.039590788 6.455595048 6.517390908 6.696271267 6.605235983 6.604572826 6.694625644 6.646745907 6.319439548 6.371477347 6.446760747 6.581609638
URLYINUFLXOMHP-HTVVRFAVSA-N Triciribine phosphate CN1N=C(N)c2cn(C3OC(COP(=O)(O)O)C(O)C3O)c3ncnc1c23 6.642092449 6.456738357 6.507258117 6.480822688 6.611141975 6.624688047 6.43678469 6.494628675 6.601981179 6.560944647 6.472103511 6.535380394
JUZYLCPPVHEVSV-LJQANCHMSA-N Elvitegravir COc1cc2c(cc1Cc1cccc(Cl)c1F)c(=O)c(C(=O)O)cn2C(CO)C(C)C 6.402856543 6.575809511 6.553914572 6.509461028 6.404935347 6.544637496 6.478962242 6.410977072 6.920819719 6.378916016 6.6705662 6.531986886
AQWKVJFRGORALM-UHFFFAOYSA-N VRT-532 Cc1ccc(O)c(-c2cc(-c3ccccc3)n[nH]2)c1 6.756914541 6.392807273 6.407461715 6.398505573 6.249600207 6.618102286 6.408652788 6.385601236 6.772511547 6.501540437 6.541687434 6.493944094
JLYAXFNOILIKPP-KXQOOQHDSA-N ABT-263 CC1(C)CCC(c2ccc(Cl)cc2)=C(CN2CCN(c3ccc(C(=O)NS(=O)(=O)c4ccc(NC(CCN5CCOCC5)CSc5ccccc5)c(S(=O)(=O)C(F)(F)F)c4)cc3)CC2)C1 6.353847865 6.521003214 6.367880769 6.367334257 6.148736144 6.539362989 6.282534604 6.22219661 6.41618824 6.138626679 6.485930413 6.34942198
RZEXSKXQNAZHMZ-GXZIAACASA-N LM 565 COC1C=COC2(C)Oc3c(C)c(O)c4c(O)c(c5c(c4c3C2=O)NC2(CCN(CC(C)C)CC2)N=5)=NC(=O)C(C)=CC=CC(C)C(O)C(C)C(O)C(C)C(O)C1C 6.715285201 6.432381235 6.185529728 6.27587268 6.322863994 6.177093392 5.968426905 6.766638553 6.383334802 6.227217741 6.345668768 6.345483
HBOMLICNUCNMMY-XLPZGREQSA-N Zidovudine Cc1cn(C2CC(N=[N+]=[N-])C(CO)O2)c(=O)[nH]c1=O 6.422702814 6.408416016 6.037675932 6.375833193 6.566871879 6.194280532 6.403215351 6.39742075 6.064200684 6.377697888 6.298878823 6.322472169
CVAKNHIXTWLGJO-UHFFFAOYSA-N balamapimod COc1cc2c(Nc3ccc(Sc4nccn4C)c(Cl)c3)c(C#N)cnc2cc1N1CCC(N2CCCC2)CC1 6.489906723 6.196574005 6.450227341 6.329712732 6.5693627 6.106803799 6.46349195 6.349269316 5.998626232 6.322805903 6.258435156 6.32138326
WHMXDBPHBVLYRC-OFVILXPXSA-N GSK-923295 CC(C)Oc1ccc(C(=O)NC(CNC(=O)CN(C)C)Cc2ccc(-c3cn4cccc(C(C)O)c4n3)cc2)cc1Cl 6.334560767 6.339804547 6.552194558 6.324747381 6.415795629 5.998668271 6.453694694 6.146387924 6.511881755 5.959891399 6.45185843 6.317225941
YYACLQUDUDXAPA-MRXNPFEDSA-N PLX-8394 O=C(c1c(F)ccc(NS(=O)(=O)N2CCC(F)C2)c1F)c1c[nH]c2ncc(-c3cnc(C4CC4)nc3)cc12 6.43171304 6.233089033 6.238249804 6.325695405 6.260358599 6.375826517 6.34763301 6.367947831 6.341563491 6.206676647 6.188674041 6.301584311
VJYKVCURWJGLPG-IQZGDKDPSA-N Omadacycline CN(C)c1cc(CNCC(C)(C)C)c(O)c2c1CC1CC3C(N(C)C)C(=O)C(C(N)=O)=C(O)C3(O)C(=O)C1=C2O 6.553148126 6.244870022 6.259132975 6.388362753 6.426304801 6.309012691 6.304989058 6.446413614 5.943636725 5.999271805 6.181192663 6.277848658
RWWYLEGWBNMMLJ-YSOARWBDSA-N Remdesivir CCC(CC)COC(=O)C(C)NP(=O)(OCC1OC(C#N)(c2ccc3c(N)ncnn23)C(O)C1O)Oc1ccccc1 6.368847954 6.133224397 6.361475245 6.475641296 6.088148506 6.288224575 6.133140957 6.353099695 6.230452796 6.458478478 6.164628763 6.277760242
ZWBTYMGEBZUQTK-PVLSIAFMSA-N Rifabutin COC1C=COC2(C)Oc3c(C)c(O)c4c(O)c(c5c(c4c3C2=O)NC2(CCN(CC(C)C)CC2)N=5)=NC(=O)C(C)=CC=CC(C)C(O)C(C)C(O)C(C)C(OC(C)=O)C1C 6.352149491 6.494704376 5.880387632 6.227452717 6.191324629 6.18974855 6.360896941 6.01390648 6.351717656 6.31647361 6.603532595 6.271117698
QBKSWRVVCFFDOT-UHFFFAOYSA-N Gossypol Cc1cc2c(C(C)C)c(O)c(O)c(C=O)c2c(O)c1-c1c(C)cc2c(C(C)C)c(O)c(O)c(C=O)c2c1O 6.310315681 6.037792026 6.311334996 6.231427541 6.037258592 6.268804712 5.987038832 6.330841698 6.633356494 6.285233146 6.249193255 6.243872452
WLAVZAAODLTUSW-UHFFFAOYSA-N Sitravatinib COCCNCc1ccc(-c2cc3nccc(Oc4ccc(NC(=O)C5(C(=O)Nc6ccc(F)cc6)CC5)cc4F)c3s2)nc1 6.235748257 6.124255001 6.192566837 5.982325911 6.552367007 6.350297557 6.341753823 6.159026766 6.217774289 6.276358189 6.051634183 6.225827984
WFTSRDISOMSAQC-ZNFOTRSXSA-N BIETASERPINE CCN(CC)CCn1c2c(c3ccc(OC)cc31)CCN1CC3CC(OC(=O)c4cc(OC)c(OC)c(OC)c4)C(OC)C(C(=O)OC)C3CC21 5.982839189 6.00234829 6.157662088 6.31572334 6.116087384 6.518972647 6.334313292 6.170510273 6.357734455 6.090129104 6.34248521 6.217164116
GHASVSINZRGABV-UHFFFAOYSA-N Fluorouracil O=c1[nH]cc(F)c(=O)[nH]1 6.313321415 6.194553733 6.166360795 5.980580015 6.125511884 6.340590281 6.399616798 6.34407208 6.047706076 6.371011739 6.0675515 6.213716029
OBJKLVFDRLAGJI-UHFFFAOYSA-N Goxalapladib COCCN1CCC(N(Cc2ccc(-c3ccc(C(F)(F)F)cc3)cc2)C(=O)Cn2c(CCc3cccc(F)c3F)cc(=O)c3cccnc32)CC1 6.298129804 5.969615296 6.395446425 6.080354094 6.188306104 6.356198519 6.066879235 6.369612133 6.141522563 6.205007258 6.214668132 6.207794506
ZSWMIFNWDQEXDT-ZESJGQACSA-N Zoliflodacin CC1CN2c3c(cc4c(N5C(=O)OCC5C)noc4c3F)CC3(C(=O)NC(=O)NC3=O)C2C(C)O1 6.093204618 6.367062993 6.252745739 5.970205968 6.317707945 6.214768804 6.273979979 6.216685777 6.176069464 5.924174828 6.170002807 6.17969172
HJXPKHCLLLRQDL-UHFFFAOYSA-N ME-1228 CC[n+]1ccc(SCC2=C(C(=O)[O-])N3C(=O)C(NC(=O)C(=NOC(C)C(=O)O)c4csc(N)n4)C3SC2)cc1 6.037944346 6.039104658 6.145159184 6.3658867 6.155898255 6.339356617 6.209531607 6.2321307 6.407643798 6.07213314 5.963088606 6.178897965
VKBBVOVNGWGZCA-HVIPQOSHSA-N ACT-077825 Cc1cc(Cl)c(OCCOc2ccc(C3=C(C(=O)N(Cc4cccc(C)c4C)C4CC4)C4CNCC(C3)N4)cc2)c(Cl)c1 6.231475765 6.123212693 6.197359937 6.441415826 6.039028131 5.972258042 6.238818133 6.319180235 6.26216039 6.068352939 6.063372461 6.177875868
HJXPKHCLLLRQDL-HFCXZPKYSA-N ME 1228 CC[n+]1ccc(SCC2=C(C(=O)[O-])N3C(=O)C(NC(=O)C(=NOC(C)C(=O)O)c4csc(N)n4)C3SC2)cc1 5.901255198 6.139822922 6.368875634 5.940571992 6.175573571 6.138170435 6.408649934 6.102160204 6.385622166 6.222399877 6.081433612 6.169503231
NERXPXBELDBEPZ-RMKNXTFCSA-N HKI-357 CCOc1cc2ncc(C#N)c(Nc3ccc(OCc4cccc(F)c4)c(Cl)c3)c2cc1NC(=O)C=CCN(C)C 6.299261005 6.116062731 6.072362576 6.100521637 6.368517185 5.999792785 6.401313981 5.923732622 6.264477606 6.235592531 6.022723732 6.164032581
HOGVTUZUJGHKPL-HTVVRFAVSA-N API-2 CN1N=C(N)c2cn(C3OC(CO)C(O)C3O)c3ncnc1c23 6.200540025 6.143802752 6.0920807 6.254667085 6.186387347 6.0211228 6.207735325 6.267018798 6.282766337 6.062475651 6.061877434 6.161861296
PWAUCHMQEXVFJR-PMAPCBKXSA-N cefpiramide Cc1cc(=O)c(C(=O)NC(C(=O)NC2C(=O)N3C(C(=O)O)=C(CSc4nnnn4C)CSC23)c2ccc(O)cc2)c[nH]1 5.884624875 6.236270573 6.034178051 6.394845758 6.19217957 6.335353361 6.124609607 6.113582351 6.163828833 6.429567432 5.846468446 6.159591714
IXXFZUPTQVDPPK-ZAWHAJPISA-N Solithromycin CCC1OC(=O)C(C)(F)C(=O)C(C)C(OC2OC(C)CC(N(C)C)C2O)C(C)(OC)CC(C)C(=O)C(C)C2N(CCCCn3cc(-c4cccc(N)c4)nn3)C(=O)OC12C 6.149541615 5.870373845 5.989036354 5.814978972 6.123954746 6.498174666 6.382267134 6.273582587 6.323517427 6.270546904 6.029182996 6.156832477
BMGQWWVMWDBQGC-IIFHNQTCSA-N Midostaurin COC1C(N(C)C(=O)c2ccccc2)CC2OC1(C)n1c3ccccc3c3c4c(c5c6ccccc6n2c5c31)C(=O)NC4 5.851630307 6.153389623 6.58683231 6.135815691 6.517692106 6.334134306 5.758334937 6.035320361 6.377632055 5.621253136 6.348233616 6.156388041
PPUXXDKQNAHHON-BJLQDIEVSA-N VBY-825 CCC(NC(=O)C(CS(=O)(=O)CC1CC1)NC(c1ccc(F)cc1)C(F)(F)F)C(=O)C(=O)NC1CC1 6.203862485 6.138167982 6.08577111 6.106671381 6.187132159 6.28664608 6.063158379 6.098355576 6.248777426 6.285410979 5.991822017 6.154161416
ACWKGTGIJRCOOM-HHHXNRCGSA-N Atuveciclib COc1cc(F)ccc1-c1ncnc(Nc2cccc(CS(C)(=N)=O)c2)n1 6.200300597 6.338940912 6.018125641 5.95159918 5.977847837 6.27217715 6.035789979 6.288118216 6.311192013 5.943703148 6.351862955 6.153605239
QDUIJCOKQCCXQY-WHJQOFBOSA-N cefozopran CON=C(C(=O)NC1C(=O)N2C(C(=O)[O-])=C(C[n+]3ccn4ncccc43)CSC12)c1nsc(N)n1 6.07598447 5.987824337 6.008143425 6.261598133 6.148763747 6.087016603 6.181941616 6.264548938 6.197619396 5.983549004 6.442377781 6.149033405
SOLUWJRYJLAZCX-LYOVBCGYSA-N Bictegravir O=C(NCc1c(F)cc(F)cc1F)c1cn2c(c(O)c1=O)C(=O)N1C3CCC(C3)OC1C2 6.055192039 6.356494605 6.116873062 6.192881701 5.980943643 5.962060748 6.293020534 6.168051033 6.23120964 6.378254535 5.901135803 6.14873794
QPDYBCZNGUJZDK-DNQXCXABSA-N Brilacidin NC(N)=NCCCCC(=O)Nc1cc(C(F)(F)F)cc(NC(=O)c2cc(C(=O)Nc3cc(C(F)(F)F)cc(NC(=O)CCCCN=C(N)N)c3OC3CCNC3)ncn2)c1OC1CCNC1 6.225729682 5.972034712 6.038320246 6.107912377 6.118386307 6.14419883 6.137454342 6.311627434 6.289562066 6.168412398 6.118108843 6.148340658
BEMNJULZEQTDJY-UHFFFAOYSA-N CH-5183284 Cc1nc2ccc(-n3ncc(C(=O)c4cc5ccccc5[nH]4)c3N)cc2[nH]1 6.249643835 6.46954345 6.120651683 6.093569514 6.156845323 5.901461508 6.213953033 6.15618326 6.168721969 6.216024524 5.879026784 6.14778408
XACKNLSZYYIACO-DJLDLDEBSA-N edoxudine CCc1cn(C2CC(O)C(CO)O2)c(=O)[nH]c1=O 6.012975025 6.181224362 6.11053412 6.210203347 6.298048112 6.044737853 6.201000539 6.001379007 6.099027047 6.126729878 6.27294519 6.141709498
ZAJXXUDARPGGOC-UHFFFAOYSA-N MP-412 C=CC(=O)Nc1cc2c(Nc3ccc(F)c(Cl)c3)ncnc2cc1C#CC(C)(C)N1CCN(C)CC1 6.082512467 5.96937582 5.985962953 6.157306923 6.141030931 6.037770871 6.196261558 6.373292158 6.167229445 6.284879312 6.13363924 6.139023789
ZUZPCOQWSYNWLU-VIFPVBQESA-N Cevipabulin CNCCCOc1cc(F)c(-c2c(Cl)nc3ncnn3c2NC(C)C(F)(F)F)c(F)c1 6.120623951 6.11169674 6.278914437 6.185677796 6.145332807 5.972654544 5.90025163 5.998735079 6.426520439 6.244381392 6.135243016 6.138184712
XEAOPVUAMONVLA-QGZVFWFLSA-N Avagacestat NC(=O)C(CCC(F)(F)F)N(Cc1ccc(-c2ncon2)cc1F)S(=O)(=O)c1ccc(Cl)cc1 6.315449013 6.188441459 5.898566143 6.132308167 6.206700228 5.99203587 5.891211086 6.029844673 6.28290012 6.267469548 6.313506597 6.138039355
CMIJXZWOIKQHLL-PQQNNWGCSA-N R-7112 CCOc1cc(C(C)(C)C)ccc1C1=NC(C)(c2ccc(Cl)cc2)C(C)(c2ccc(Cl)cc2)N1C(=O)N1CCN(CCS(C)(=O)=O)CC1 6.10173899 5.947177151 6.327757189 5.883766307 6.255509676 6.266935928 6.19178432 6.088289953 5.828952673 6.376838602 6.249281029 6.138002892
KSOVGRCOLZZTPF-QMKUDKLTSA-N R-763 Cc1cc(Nc2ncc(F)c(NC3C4C=CC(C4)C3C(N)=O)n2)ccc1N1CCN(C)CC1 6.177988578 6.081247632 5.951850565 6.021639536 6.152384502 6.132524728 6.254375193 6.31925069 6.020409184 6.19819556 6.203095475 6.137541967
IPMQOGDSJZQLFX-BIBZJUPHSA-N Relamorelin NC(=O)C1(NC(=O)C(Cc2ccccc2)NC(=O)C(Cc2c[nH]c3ccccc23)NC(=O)C(Cc2csc3ccccc23)NC(=O)C2CCCNC2)CCNCC1 6.058290178 6.041360359 6.308677678 6.194148108 6.192095948 6.228074551 6.183337162 5.982498582 6.142023958 6.014679414 6.16189864 6.137007689
GBJVVSCPOBPEIT-UHFFFAOYSA-N Barasertib CCN(CCCOc1ccc2c(Nc3cc(CC(=O)Nc4cccc(F)c4)[nH]n3)ncnc2c1)CCOP(=O)(O)O 6.133039833 6.010157913 6.108110599 6.217586935 6.252530365 6.04524413 5.973139092 6.325656589 6.08393062 6.136367199 6.08528662 6.124640899
DHRSMTKISIZCET-VYXZUABCSA-N VCH-286 CC(C)N1C(=O)N(CC2CCOCC2)CC12CC1CCC(C2)N1CCCC(CC(=O)C1CCC(F)(F)CC1)c1ccccc1 5.869565815 6.099930855 5.78073595 6.27959056 6.286190213 6.099814399 6.266785362 6.376021574 5.978202839 6.059563755 6.240694144 6.121554133
HAYYBYPASCDWEQ-UHFFFAOYSA-N Entrectinib CN1CCN(c2ccc(C(=O)Nc3n[nH]c4ccc(Cc5cc(F)cc(F)c5)cc34)c(NC3CCOCC3)c2)CC1 6.202902597 6.210274106 6.20556957 6.112933149 6.321660407 6.055522488 6.149425114 5.819902082 6.082059717 6.192868889 5.980337468 6.121223235
RYYNGWLOYLRZLK-RBUKOAKNSA-N PF-03814735 CC(=O)NCC(=O)N1C2CCC1c1cc(Nc3ncc(C(F)(F)F)c(NC4CCC4)n3)ccc12 6.251139623 6.1859094 6.234369064 6.194428517 6.199615724 6.085017999 5.948727631 6.206001154 5.881160036 6.129276249 5.968240883 6.116716935
GWRSATNRNFYMDI-UHFFFAOYSA-N TAK-960 COc1cc(C(=O)NC2CCN(C)CC2)c(F)cc1Nc1ncc2c(n1)N(C1CCCC1)CC(F)(F)C(=O)N2C 6.185241629 6.264794918 5.954103225 6.136296512 6.227213922 6.045316607 6.164888678 6.010583532 6.300549412 6.02105142 5.971583115 6.116511179
GDCJHDUWWAKBIW-UHFFFAOYSA-N PWT-33597 COc1cccc2c1nc(C(F)F)n2-c1nc(-c2ccc(NS(=O)(=O)CCN(C)C)cc2)nc(N2CCOCC2)n1 6.198822116 6.294038351 6.051956566 6.197005874 6.259584015 6.032537679 6.07701663 6.082187911 5.869040999 5.872935527 6.298421449 6.112140647
NVSWJKWHLUTHLP-CPJSRVTESA-N ALS-2-0426 CC(CC1(c2nn[nH]n2)c2ccc(C(=O)N(C)C)cc2CCc2cc(C(=O)N(C)C)ccc21)NCC(=O)N1CCCC1C#N 6.206803247 5.988556687 5.927198971 5.984625364 6.31933266 5.956395888 6.137276692 6.237244784 6.267617199 6.171776457 6.021356821 6.11074407
QYQDKDWGWDOFFU-IUODEOHRSA-N cefotiam CN(C)CCn1nnnc1SCC1=C(C(=O)O)N2C(=O)C(NC(=O)Cc3csc(N)n3)C2SC1 6.246462425 6.33217954 6.27237219 5.959041978 6.01634284 5.80025338 5.824147379 5.953431727 6.273979667 6.266114675 6.175962027 6.101844348
QAGYKUNXZHXKMR-HKWSIXNMSA-N Nelfinavir Cc1c(O)cccc1C(=O)NC(CSc1ccccc1)C(O)CN1CC2CCCCC2CC1C(=O)NC(C)(C)C 5.943668502 5.932309546 6.518000457 5.733255444 5.831674106 6.164570543 6.150851028 6.589572372 6.355134221 6.046160492 5.832297378 6.09977219
IXSVOCGZBUJEPI-HTQYORAHSA-N Rifalazil COC1C=COC2(C)Oc3c(C)c(O)c4c(=O)c(c5oc6cc(N7CCN(CC(C)C)CC7)cc(=O)c6nc5c4c3=C2O)NC(=O)C(C)=CC=CC(C)C(O)C(C)C(O)C(C)C(OC(C)=O)C1C 5.709369444 5.680511607 6.217312571 6.20923753 6.224526074 6.215025698 6.354504151 6.121174605 6.430474209 5.908359366 6.025616261 6.099646501
YPHMISFOHDHNIV-FSZOTQKASA-N Cycloheximide CC1CC(C)C(=O)C(C(O)CC2CC(=O)NC(=O)C2)C1 5.967062404 5.975314928 5.983906645 6.211540131 6.314496892 6.124659366 5.955541624 6.094316651 5.975865899 6.282153523 6.165836829 6.095517717
XDLYKKIQACFMJG-UHFFFAOYSA-N PF-04691502 COc1ccc(-c2cc3c(C)nc(N)nc3n(C3CCC(OCCO)CC3)c2=O)cn1 5.758730762 6.02095517 6.206585733 6.18109321 6.173654082 6.284416271 5.915087474 6.47701798 5.804686926 6.061760988 6.149533041 6.093956512
IZAOBRWCUGOKNH-OAHLLOKOSA-N BMS-299897 CC(c1ccc(F)cc1CCCC(=O)O)N(c1cc(F)ccc1F)S(=O)(=O)c1ccc(Cl)cc1 5.799332424 6.143650408 6.307668965 5.855099127 6.085551818 6.199857295 6.309101222 5.717901617 6.435264116 6.090458717 6.055496255 6.090852906
JSKFWUPVIZYJMR-UDOAKELVSA-N Becatecarin CCN(CC)CCN1C(=O)c2c(c3c4cccc(Cl)c4n(C4OC(CO)C(OC)C(O)C4O)c3c3[nH]c4c(Cl)cccc4c23)C1=O 6.185338617 6.035763407 6.084884234 6.026814827 6.142576152 5.934614156 5.818919588 6.296993407 6.127119549 6.236541954 6.101774388 6.090121843
YCBAQKQAINQRFW-UGSOOPFHSA-N Crenigacestat CC(NC(=O)CCC(F)(F)F)C(=O)NC1C(=O)N(CCO)c2ncccc2-c2ccccc21 6.027518972 6.14449272 5.797334926 6.197408667 5.84555664 6.396031455 5.983110965 6.300475919 6.070973974 5.943261452 6.276557701 6.08933849
VFCRKLWBYMDAED-REWPJTCUSA-N Nirogacestat CCCC(NC1CCc2cc(F)cc(F)c2C1)C(=O)Nc1cn(C(C)(C)CNCC(C)(C)C)cn1 5.945052489 6.00497179 6.110275501 6.143747684 5.779928911 6.105774721 5.985291259 6.249476082 6.03814604 6.369260092 6.104039724 6.075996754
YJQPYGGHQPGBLI-KGSXXDOSSA-N Novobiocin COC1C(OC(N)=O)C(O)C(Oc2ccc3c(O)c(NC(=O)c4ccc(O)c(CC=C(C)C)c4)c(=O)oc3c2C)OC1(C)C 6.066287768 5.900263016 6.178814396 6.135630461 5.780662632 5.942822526 6.14331324 6.065202513 6.235401314 6.257612543 6.100950711 6.073360102
JGPXDNKSIXAZEQ-SBBZOCNPSA-N Pimodivir O=C(O)C1C2CCC(CC2)C1Nc1nc(-c2c[nH]c3ncc(F)cc23)ncc1F 5.862436352 6.164673922 6.26044231 5.953911842 6.014461042 5.882404881 6.125048915 5.988009975 6.213178079 6.01414055 6.252621588 6.066484496
NZCRJKRKKOLAOJ-XRCRFVBUSA-N RIFAXIMIN COC1C=COC2(C)Oc3c(C)c(O)c4c(O)c(c5c(nc6cc(C)ccn65)c4c3C2=O)NC(=O)C(C)=CC=CC(C)C(O)C(C)C(O)C(C)C(OC(C)=O)C1C 5.819348212 5.938765105 6.26506824 6.346090471 5.902289999 6.335560733 6.222162816 5.881845885 6.06746182 6.04414239 5.880969072 6.063973158
ZHJGWYRLJUCMRT-QGZVFWFLSA-N GSK-461364A CC(Oc1cc(-n2cnc3ccc(CN4CCN(C)CC4)cc32)sc1C(N)=O)c1ccccc1C(F)(F)F 5.795625362 6.118774777 6.205546553 6.226890734 6.293106079 5.867375538 5.928283195 5.942143611 6.084162469 6.012588692 6.227801246 6.063845296
VJLRLTSXTLICIR-UHFFFAOYSA-N Panulisib Cn1c(=NC#N)n(-c2ccc(C(C)(C)C#N)nc2)c2c3cc(-c4cnc(N)c(C(F)(F)F)c4)ccc3ncc21 5.990998116 6.087805634 6.133329374 6.083889051 5.967073061 5.944116701 5.995494093 6.275732203 6.238223465 5.931443042 6.031634144 6.061794444
WKDACQVEJIVHMZ-UHFFFAOYSA-N TAK-901 CCS(=O)(=O)c1cccc(-c2cc(C(=O)NC3CCN(C)CC3)c(C)c3[nH]c4ncc(C)cc4c23)c1 6.134406517 6.023621097 6.093232455 6.000908083 6.021223965 6.137546733 6.289732201 5.760235696 6.129646036 6.055215355 5.996237553 6.058364154
BHXLLRXDAYEMPP-SBGRAJFYSA-N cefoselis CON=C(C(=O)NC1C(=O)N2C(C(=O)[O-])=C(C[n+]3ccc(N)n3CCO)CSC12)c1csc(N)n1 5.941480188 5.843134699 6.4435346 6.098750416 6.294083191 6.019743497 5.932812382 5.945207006 6.035456869 6.173765001 5.840055994 6.051638531
DADASRPKWOGKCU-IHKPOXLFSA-N CFI 400945 COc1ccc2c(c1)C1(CC1c1ccc3c(C=Cc4ccc(CN5CC(C)OC(C)C5)cc4)n[nH]c3c1)C(=O)N2 5.956322108 6.14490491 5.861055263 6.02556147 5.97488726 6.098913737 5.979450294 6.214181016 6.154951802 5.962340372 6.172387346 6.049541416
YFXGICNMLCGLHJ-RSKRLRQZSA-N INX-08189 COc1nc(N)nc2c1ncn2C1OC(COP(=O)(NC(C)C(=O)OCC(C)(C)C)Oc2cccc3ccccc23)C(O)C1(C)O 6.002362221 6.24061543 5.918421071 6.091700976 5.856240073 5.943876841 6.381079563 6.069035348 6.087098153 6.018815997 5.933967627 6.049383027
VCFBPAOSTLMYIV-SANMLTNESA-N CHF-6001 CS(=O)(=O)Nc1ccc(C(=O)OC(Cc2c(Cl)c[n+]([O-])cc2Cl)c2ccc(OC(F)F)c(OCC3CC3)c2)cc1OCC1CC1 6.311673474 6.035150213 5.938447328 5.796420393 6.033830386 5.987816333 6.336912804 5.961410274 5.963095195 6.029110106 6.145792666 6.049059925
DADASRPKWOGKCU-FVTQAUBDSA-N CFI-400945 COc1ccc2c(c1)C1(CC1c1ccc3c(C=Cc4ccc(CN5CC(C)OC(C)C5)cc4)n[nH]c3c1)C(=O)N2 5.939581114 6.021264965 6.105274133 6.090234767 5.883790102 6.235639356 5.927956884 5.893311573 6.239286542 6.205033759 5.937630329 6.043545775
RVJIQAYFTOPTKK-UHFFFAOYSA-N Debio-0932 CN(C)c1cc2c(cc1Sc1nc3c(N)nccc3n1CCNCC(C)(C)C)OCO2 6.009673199 6.299513184 5.963300434 6.133531402 6.008396403 5.808883316 6.128551727 6.180219473 6.132312311 5.903251692 5.897887921 6.042320097
AYUNIORJHRXIBJ-TXHRRWQRSA-N Tanespimycin C=CCNC1=C2CC(C)CC(OC)C(O)C(C)C=C(C)C(OC(N)=O)C(OC)C=CC=C(C)C(=O)NC(=CC1=O)C2=O 6.148566219 6.154513078 5.833081597 5.926879479 6.166347191 5.65856131 6.081721518 6.362911759 5.924531696 6.172158858 6.027907748 6.041561859
WVUNYSQLFKLYNI-AATRIKPKSA-N Pelitinib CCOc1cc2ncc(C#N)c(Nc3ccc(F)c(Cl)c3)c2cc1NC(=O)C=CCN(C)C 6.122737916 6.198772834 5.96537654 5.801838363 6.146759623 5.997251033 5.788499641 6.184505721 5.883334079 6.271196738 6.045422906 6.036881399
QTBWCSQGBMPECM-UHFFFAOYSA-N GSK-1070916A CCn1cc(-c2ccnc3[nH]c(-c4cccc(CN(C)C)c4)cc23)c(-c2ccc(NC(=O)N(C)C)cc2)n1 6.149849188 5.892048155 6.038133883 5.947809044 6.088849804 6.063768453 6.256191418 6.079987883 6.079364976 5.880288453 5.905683462 6.034724974
JFJZZMVDLULRGK-URLMMPGGSA-O TUBOCURARINE CHLORIDE COc1cc2c3cc1Oc1cc(ccc1O)CC1c4c(cc(OC)c(O)c4Oc4ccc(cc4)CC3N(C)CC2)CC[N+]1(C)C 5.612011969 5.899877114 6.194858177 6.309080714 5.964434673 5.907078952 6.172614612 6.069951343 5.699141724 6.305543885 6.239694561 6.034026157
ZDZOTLJHXYCWBA-VCVYQWHSSA-N Docetaxel CC(=O)OC12COC1CC(O)C1(C)C(=O)C(O)C3=C(C)C(OC(=O)C(O)C(NC(=O)OC(C)(C)C)c4ccccc4)CC(O)(C(OC(=O)c4ccccc4)C21)C3(C)C 6.217778589 6.210353169 5.808378211 6.317855772 5.938741604 5.582164991 6.033206149 5.842006792 5.890512653 6.086367134 6.440683228 6.033458936
PFWVGKROPKKEDW-UHFFFAOYSA-N Vidupiprant CC(C)(C)NC(=O)c1ccc(Oc2cc(F)c(CC(=O)O)cc2Cl)c(NS(=O)(=O)c2ccc(C3CC3)cc2Cl)c1 5.943058394 5.965584715 6.026337314 5.973598792 5.897514264 6.203102599 5.978169472 6.211593866 5.996061102 6.078844548 6.086287065 6.032741103
IMOZEMNVLZVGJZ-QGZVFWFLSA-N Apremilast CCOc1cc(C(CS(C)(=O)=O)N2C(=O)c3cccc(NC(C)=O)c3C2=O)ccc1OC 5.861723725 6.063299233 5.830528959 6.255099757 5.95543482 5.744665745 5.670311418 6.243988004 6.370622351 6.256244878 6.102310024 6.032202629
UPJSUQWHUVLLNW-XMMPIXPASA-N ARQ-621 C#CCC(c1nc2cc(Cl)ccc2c(=O)n1Nc1ccccc1)N(CCCN)C(=O)c1cccc(Cl)c1F 6.113110757 5.988236856 6.055662117 5.794658873 6.01002834 6.386124607 5.895340823 6.004741449 5.93291391 6.181509997 5.987618958 6.031813335
LLYYNOVSVPBRGV-MVNKZKPCSA-N Valnemulin C=CC1(C)CC(OC(=O)CSC(C)(C)CNC(=O)C(N)C(C)C)C2(C)C(C)CCC3(CCC(=O)C32)C(C)C1O 6.025000887 6.249284018 5.92944683 5.915366433 6.045232517 5.937576811 5.903271769 5.977229257 6.270691878 6.052204001 6.043508142 6.031710231
YZCUMZWULWOUMD-NDEPHWFRSA-N BAY-1251152 COc1cc(F)ccc1-c1cc(Nc2cc(CS(C)(=N)=O)ccn2)ncc1F 5.970425938 5.866949393 5.982670157 5.94876986 6.264291132 5.960921906 6.212452653 6.07731452 5.889814937 6.170841259 5.995516366 6.030906193
CUCSSYAUKKIDJV-FAXBSAIASA-N Antagonist-G CSCCC(NC(=O)C(CC(C)C)NC(=O)C(Cc1c[nH]c2ccccc12)NC(=O)C(Cc1ccccc1)N(C)C(=O)C(Cc1c[nH]c2ccccc12)NC(=O)C(N)CCCN=C(N)N)C(N)=O 6.056855263 5.815902086 5.892995019 6.356757664 5.863031671 6.085139778 6.037190227 6.110466054 5.835199226 6.063947335 6.156684458 6.024924435
SXNJFOWDRLKDSF-XKHVUIRMSA-N Volasertib CCC1C(=O)N(C)c2cnc(Nc3ccc(C(=O)NC4CCC(N5CCN(CC6CC6)CC5)CC4)cc3OC)nc2N1C(C)C 6.075963952 6.132592523 5.858040502 5.828899017 6.072263764 5.715208522 6.14836376 5.964235394 6.137066904 6.138812478 6.185944907 6.023399247
CFOOTBBXHJHHMT-UHFFFAOYSA-N PRODIPINE CC(C)N1CCC(c2ccccc2)(c2ccccc2)CC1 6.264021416 5.827032991 5.872886292 6.068947662 5.914337601 6.063142325 6.065066462 6.07053466 6.02650291 5.885181231 6.17608025 6.021248527
WTHRRGMBUAHGNI-LCYNINFDSA-N QUINUPRISTIN CCC1NC(=O)C(NC(=O)c2ncccc2O)C(C)OC(=O)C(c2ccccc2)NC(=O)C2CC(=O)C(CSC3CN4CCC3CC4)CN2C(=O)C(Cc2ccc(N(C)C)cc2)N(C)C(=O)C2CCCN2C1=O 5.977540365 5.866448347 5.85470205 6.198686124 5.83501344 5.953612017 6.182074 6.371893615 6.07678253 5.838306089 6.071860196 6.02062898
LNMRSSIMGCDUTP-UHFFFAOYSA-N Pexmetinib Cc1ccc(-n2nc(C(C)(C)C)cc2NC(=O)NCc2cc(F)ccc2Oc2ccc3c(cnn3CCO)c2)cc1 5.904868044 5.918160113 5.942568828 5.976833943 5.762786493 5.949711432 5.686259862 6.314269196 6.416207862 6.046637139 6.28257749 6.018261855
WPHKIQPVPYJNAX-UHFFFAOYSA-N Ilorasertib Nc1ncc(-c2cnn(CCO)c2)c2scc(-c3ccc(NC(=O)Nc4cccc(F)c4)cc3)c12 6.053941872 5.927721424 6.186046342 6.154994525 5.917562526 5.89419468 5.945692688 6.154862365 5.970824417 5.890633271 6.085204367 6.016516225
DZMVCVHATYROOS-ZBFGKEHZSA-N Soblidotin CCC(C)C(C(CC(=O)N1CCCC1C(OC)C(C)C(=O)NCCc1ccccc1)OC)N(C)C(=O)C(NC(=O)C(C(C)C)N(C)C)C(C)C 6.002460282 6.056927909 6.260471475 5.917051651 6.107361673 6.194776193 5.657875436 6.163300154 5.794519049 6.186396997 5.837325363 6.016224198
AYCMYBACERJYNY-HIFRSBDPSA-N LBM-415 CCCCC(CN(O)C=O)C(=O)N1CCCC1C(=O)N=c1ccc(F)cn1O 6.031168952 5.787971619 5.980524831 5.91649887 5.983041202 6.143971498 5.850223376 5.997609589 5.929362322 6.399320318 6.144322173 6.014910432
WSTUJEXAPHIEIM-UHFFFAOYSA-N Belizatinib CC(C)NC(=O)C1CCC(n2c(NC(=O)c3ccc(F)cc3)nc3ccc(CN4CCC(C(C)(C)O)CC4)cc32)CC1 6.271260574 5.916123425 5.836691694 5.908022786 6.17706118 5.954231713 5.994261155 6.173422555 5.719039059 5.959902396 6.216200101 6.01147424
BNRNXUUZRGQAQC-UHFFFAOYSA-N Sildenafil CCCc1nn(C)c2c(=O)[nH]c(-c3cc(S(=O)(=O)N4CCN(C)CC4)ccc3OCC)nc12 5.945340227 5.820738734 5.981873204 5.843787466 6.123901782 6.064671358 6.054527097 6.02449076 6.055646566 6.12133175 6.06313436 6.0090403
IBEANEPZNLVRRY-RCZVLFRGSA-N BB 83698 CC(C)(C)C(NC(=O)C(CC1CCCC1)CN(O)C=O)C(=O)N1CCN(Cc2ccc3c(c2)OCO3)CC1 5.796559529 6.003625679 5.881936288 6.089612919 6.236943792 6.376810724 6.02386042 6.000102142 5.973634029 5.793845661 5.907940556 6.007715613
JWNPDZNEKVCWMY-VQHVLOKHSA-N Neratinib CCOc1cc2ncc(C#N)c(Nc3ccc(OCc4ccccn4)c(Cl)c3)c2cc1NC(=O)C=CCN(C)C 5.866287891 6.015527221 6.068710138 6.032704684 5.819672314 6.06855957 5.931095241 5.837679936 5.958405849 6.114958513 6.363007824 6.006964471
IOMMMLWIABWRKL-WUTDNEBXSA-N Nazartinib Cc1cc(C(=O)Nc2nc3cccc(Cl)c3n2C2CCCCN(C(=O)C=CCN(C)C)C2)ccn1 6.023650233 6.170947953 6.187567305 6.003720106 5.824325332 6.141898913 6.125646063 5.834722371 5.961140918 5.695700144 6.106501652 6.006892817
RXZMYLDMFYNEIM-UHFFFAOYSA-N Milciclib CNC(=O)c1nn(C)c2c1C(C)(C)Cc1cnc(Nc3ccc(N4CCN(C)CC4)cc3)nc1-2 5.996866989 6.029802655 5.892098447 6.096598852 6.005481021 6.104390725 6.068419546 5.883037509 6.007771643 5.984101505 5.99244514 6.00554673
OGIAVRWXUPYGGC-UHFFFAOYSA-N BMS-903452 CS(=O)(=O)c1ccc(-n2cc(Cl)c(OC3CCN(c4ncc(Cl)cn4)CC3)cc2=O)c(F)c1 6.057524144 6.057936708 6.013976441 5.939339952 5.860776354 5.918529797 5.900049345 6.100278108 6.038046147 6.081681684 6.079550382 6.004335369
ARPYQKTVRGFPIS-VIFPVBQESA-N Flunoxaprofen CC(C(=O)O)c1ccc2oc(-c3ccc(F)cc3)nc2c1 5.836221019 6.041102724 5.731637407 6.187262678 5.769910692 6.290378111 6.039936072 6.074593687 6.058027574 5.909211307 6.086436646 6.002247083
SWHNZGMQMGFQGW-MSOLQXFVSA-N Lanopepden Cc1nc(NNC(=O)C(CC2CCCC2)CN(O)C=O)c(F)c(N2CCN3CCOCC3C2)n1 6.040962288 5.962151094 6.071230067 6.031298217 5.693497665 5.849973087 6.089324547 6.020449819 6.100123007 5.794163601 6.337404222 5.999143419
MNDBXUUTURYVHR-UHFFFAOYSA-N Roflumilast O=C(Nc1c(Cl)cncc1Cl)c1ccc(OC(F)F)c(OCC2CC2)c1 6.027796253 5.958607101 6.044751811 6.037018244 5.98415097 5.869872181 5.892260949 6.039461202 6.060025836 6.202041139 5.866990787 5.998452407
HKGUHEGKBLYKHY-QMOZSOIISA-N AZD-3409 CSCCC(NC(=O)c1cc(NCC2CC(SC(=O)c3cccnc3)CN2)ccc1CCc1ccc(F)cc1)C(=O)OC(C)C 6.060509657 6.003989097 5.825842577 6.009361747 6.062194126 5.662224156 6.109194874 5.965677362 6.306491112 6.167264442 5.80696122 5.998155488
VHRSUDSXCMQTMA-PJHHCJLFSA-N Methylprednisolone CC1CC2C(C(O)CC3(C)C2CCC3(O)C(=O)CO)C2(C)C=CC(=O)C=C12 5.911648379 6.106377259 6.03491432 5.899382089 5.871536782 6.062390467 5.796186834 5.912323917 5.986189171 6.075124414 6.280201796 5.994206857
DKORMNNYNRPTBJ-UHFFFAOYSA-N TMC-353121 Cc1ccc(CCCO)c(NCc2ccc3nc(NCCCN4CCOCC4)n(Cc4nc(C)ccc4O)c3c2)c1 5.806751243 6.0066895 5.802123859 6.107366747 6.146692149 6.090809996 5.872518236 6.097246677 5.901911468 6.137873367 5.966131464 5.994192246
GBTODAKMABNGIJ-VWLOTQADSA-N GW-597901 NS(=O)(=O)c1cccc(CCCCOCCCCCCNCC(O)c2ccc(O)c(CO)c2)c1 5.877828258 6.291366318 5.936530852 5.77551296 5.972222612 5.936654605 5.72099467 6.112513528 5.920072175 6.26045665 6.072126331 5.988752633
ZGFJFBOLVLFLLN-ZNLRHDTNSA-N MLN-3897 CC(C)(O)c1ccc2c(c1)C(=CCCN1CCC(O)(c3ccc(Cl)cc3)C(C)(C)C1)c1cccnc1CO2 5.787915881 5.918926269 6.137646524 6.09732945 5.710201773 5.923041391 6.033004489 6.026348642 6.294702527 6.006360584 5.913839242 5.986301525
JYJKOWWSKTWAJA-RTWAWAEBSA-N AZD-9742 N#Cc1ccc2ccc(=O)n(CCN3CCC(NCc4cc5c(cn4)OCCO5)C(F)C3)c2c1 6.017087745 5.945566096 5.901609757 5.977035758 5.886673402 6.148259362 5.838966052 6.056199254 6.211132927 5.969500255 5.891426513 5.985768829
ZSDCIRYNTCVTMF-GIGWZHCTSA-N DMP-777 CCCC(NC(=O)N1C(=O)C(CC)(CC)C1Oc1ccc(C(=O)N2CCN(C)CC2)cc1)c1ccc2c(c1)OCO2 6.012175037 6.026701888 5.794182724 5.954189225 5.980493269 5.828766876 5.969120687 6.208246258 5.722861025 6.060574757 6.263431119 5.983703897
LSXUTRRVVSPWDZ-MKKUMYSQSA-N Debio-1143 CNC(C)C(=O)NC1CN(C(=O)CC(C)C)CCC2CCC(C(=O)NC(c3ccccc3)c3ccccc3)N2C1=O 5.995201928 5.92798706 6.07148415 5.833077693 5.934421835 6.115523884 6.074756083 6.10957141 5.939532176 5.80886272 5.974002043 5.980401907
CLPSAAPUJUVQPP-UHFFFAOYSA-N U 90042 Clc1ccc2c(c1)C1=NCCN1c1c(-c3noc(C4CC4)n3)ncn1-2 6.01736154 5.994974052 6.115693933 5.984822806 6.005033562 6.202240668 6.077645803 5.847275949 5.779819545 5.906276484 5.848110368 5.979932246
NMDYYWFGPIMTKO-HBVLKOHWSA-N Vinflunine CCC12C=CCN3CCC4(c5cc(C6(C(=O)OC)CC7CC(C(C)(F)F)CN(Cc8c6[nH]c6ccccc86)C7)c(OC)cc5N(C)C4C(O)(C(=O)OC)C1OC(C)=O)C32 6.208117571 6.061889345 5.972284616 5.874272793 5.925731617 5.831840204 6.225823417 5.754771833 5.749768471 6.112097409 6.057848819 5.9794951
MEKASOQEXYKAKM-UHFFFAOYSA-N AG-24322 CCNCc1cncc(-c2ccc3[nH]nc(-c4nc5c(F)cc(F)cc5[nH]4)c3c2)c1C 6.001684531 6.047234368 5.779550994 6.295216384 5.812504222 6.02303346 6.002017653 6.242029756 5.816548936 6.059432827 5.695036405 5.979480867
DWZAEMINVBZMHQ-UHFFFAOYSA-N Gedatolisib CN(C)C1CCN(C(=O)c2ccc(NC(=O)Nc3ccc(-c4nc(N5CCOCC5)nc(N5CCOCC5)n4)cc3)cc2)CC1 6.091831954 5.938432096 5.915866192 6.007969689 5.893665416 5.93120323 5.995990497 6.183644988 5.886788924 5.792940044 6.115699345 5.977639307
LKCWBDHBTVXHDL-RMDFUYIESA-N Amikacin NCCC(O)C(=O)NC1CC(N)C(OC2OC(CN)C(O)C(O)C2O)C(O)C1OC1OC(CO)C(O)C(N)C1O 6.092141965 5.72427099 5.886641473 5.976586744 6.099590413 5.787287046 5.945266164 6.033688275 6.248805541 6.209070028 5.742307861 5.976877864
NHTKGYOMICWFQZ-KKQYNPQSSA-N NUC-1031 CC(NP(=O)(OCC1OC(n2ccc(N)nc2=O)C(F)(F)C1O)Oc1ccccc1)C(=O)OCc1ccccc1 5.917659964 5.737979641 5.953410582 6.184596457 5.903507198 5.827026034 5.959818614 6.058065191 6.165465112 6.095610213 5.917774755 5.974628524
QEVHRUUCFGRFIF-MDEJGZGSSA-N Reserpine COC(=O)C1C2CC3c4[nH]c5cc(OC)ccc5c4CCN3CC2CC(OC(=O)c2cc(OC)c(OC)c(OC)c2)C1OC 5.882781865 6.008441963 5.869997496 6.016116324 5.970786962 5.84242571 6.026244283 6.096766965 6.096591493 6.039414637 5.871035462 5.974600287
HCCFUFNFJIUPHS-UMIMETMPSA-N CM-40876 C[n+]1ccc(SCC2=C(C(=O)O)N3C(=O)C(NC(=O)C(=NOC(C)(C)C(=O)[O-])c4csc(N)n4)C3S(=O)C2)cc1 5.857651328 5.857887017 6.004874812 6.091032633 5.959301739 6.1046587 5.945293049 6.088909242 5.865424669 5.998129648 5.936973778 5.973648783
DKOQGJHPHLTOJR-WHRDSVKCSA-N Cefpirome CON=C(C(=O)NC1C(=O)N2C(C(=O)[O-])=C(C[n+]3cccc4c3CCC4)CSC12)c1csc(N)n1 6.005710886 6.000749106 5.950340449 6.22924475 5.799668933 5.723326492 5.969238046 5.88910134 5.898316509 5.963667523 6.25459399 5.971268911
YTMOQFAFGKLYIW-CONSDPRKSA-N GS-9191 CC(C)COC(=O)C(Cc1ccccc1)NP(=O)(COCCn1cnc2c(NC3CC3)nc(N)nc21)NC(Cc1ccccc1)C(=O)OCC(C)C 6.103206948 5.85803919 5.999829779 5.918566122 6.173175037 5.8500603 6.02106723 5.828738446 5.914898164 5.860701358 6.148013214 5.970572344
PTQXTEKSNBVPQJ-UHFFFAOYSA-N AVASIMIBE CC(C)c1cc(C(C)C)c(CC(=O)NS(=O)(=O)Oc2c(C(C)C)cccc2C(C)C)c(C(C)C)c1 5.837127358 6.190272466 5.923826202 6.134549098 5.747344457 5.899797556 6.032941328 6.052951022 6.181995246 5.91801753 5.729187869 5.968000921
NHTKGYOMICWFQZ-BBOXMAMFSA-N Fosgemcitabine palabenamide CC(NP(=O)(OCC1OC(n2ccc(N)nc2=O)C(F)(F)C1O)Oc1ccccc1)C(=O)OCc1ccccc1 6.131336841 6.157413231 5.902236088 5.981635173 5.844331041 6.133642406 6.027501939 5.886655662 5.939658157 5.634734104 5.994819003 5.966723968
KQZVSTAVTJCKDG-DRSBITMPSA-N NVX-207 C=C(C)C1CCC2(C(=O)OCC(N)(CO)CO)CCC3(C)C(CCC4C5(C)CCC(OC(C)=O)C(C)(C)C5CCC43C)C12 5.852109249 5.921549675 5.869151462 6.042460069 6.04614801 5.786967619 5.890449899 5.858142726 6.063186426 6.077997721 6.221721034 5.966353081
CJXAEXPPLWQRFR-UHFFFAOYSA-N Clemizol Clc1ccc(Cn2c(CN3CCCC3)nc3ccccc32)cc1 5.9994002 6.00165799 5.916321856 5.966516963 6.029871366 6.014788352 5.910589472 5.857485432 5.866866612 6.059198655 5.983047758 5.964158605
OUKYUETWWIPKQR-UHFFFAOYSA-N Saracatinib CN1CCN(CCOc2cc(OC3CCOCC3)c3c(Nc4c(Cl)ccc5c4OCO5)ncnc3c2)CC1 5.995637832 5.982938365 6.000335579 5.851502418 6.020282816 5.96305446 6.069338786 5.868267372 6.037329549 5.824051157 5.989021675 5.963796364
RANJJVIMTOIWIN-UHFFFAOYSA-N T 98475 CC(C)OC(=O)c1cn(Cc2c(F)cccc2F)c2sc(-c3ccc(NC(=O)C(C)C)cc3)c(CN(C)Cc3ccccc3)c2c1=O 5.881259464 5.827844512 6.003318787 6.145726535 6.192778683 5.760560986 6.064756058 5.879304899 5.796870345 5.789069582 6.260118307 5.96378256
NGFFVZQXSRKHBM-FKBYEOEOSA-N Lifirafenib O=C1CCc2c(Oc3ccc4c(c3)C3C(O4)C3c3nc4ccc(C(F)(F)F)cc4[nH]3)ccnc2N1 6.103514509 6.234960069 6.005090395 5.938201927 5.960814059 5.786350251 5.703430271 5.910167545 5.886939732 5.923771322 6.146343933 5.963598546
GBABOYUKABKIAF-IELIFDKJSA-N Vinorelbine CCC1=CC2CN(C1)Cc1c([nH]c3ccccc13)C(C(=O)OC)(c1cc3c(cc1OC)N(C)C1C(O)(C(=O)OC)C(OC(C)=O)C4(CC)C=CCN5CCC31C54)C2 5.821206503 5.781950495 5.763253978 6.070304533 5.920768619 5.886305644 6.220108553 6.215227219 5.980704918 6.014698894 5.906150647 5.96188
NRJKIOCCERLIDG-GOSISDBHSA-N Empesertib COc1cc(S(C)(=O)=O)ccc1Nc1nc2ccc(-c3ccc(NC(=O)C(C)c4ccc(F)cc4)cc3)cn2n1 5.706616506 6.099005203 5.937087118 6.1514035 5.824221869 6.081755433 6.303869375 6.004923214 5.769314136 5.734412045 5.947752539 5.960032813
NXWASIVXQMMPLM-ZXMXYHOLSA-N VTP-27999 CNC(CNC(=O)N1CCCC(C(OCCNC(=O)OC)c2cccc(Cl)c2)C1)CC1CCCOC1 6.049454536 5.77991033 5.934014168 6.098003946 5.780191531 6.142031768 5.774391474 6.032215708 5.958735289 6.163582521 5.847217261 5.959977139
OKFDRAHPFKMAJH-UHFFFAOYSA-N Oglemilast CS(=O)(=O)Nc1ccc2oc3c(OC(F)F)ccc(C(=O)Nc4c(Cl)cncc4Cl)c3c2c1 5.866864017 5.958374482 5.838767921 6.124544056 5.780828302 6.015486284 6.131763213 6.036502336 5.868844077 5.983713103 5.948967465 5.959514114
QLLGKCJUPWYJON-HLTSFMKQSA-N Fluorocyclopentenylcytosine Nc1ccn(C2C(F)=C(CO)C(O)C2O)c(=O)n1 6.054808455 6.0918884 5.931973244 6.098517733 5.986379938 5.982067657 5.92037753 5.737504639 5.856227827 5.995513555 5.896984219 5.959294836
FNHKPVJBJVTLMP-UHFFFAOYSA-N Regorafenib CNC(=O)c1cc(Oc2ccc(NC(=O)Nc3ccc(Cl)c(C(F)(F)F)c3)c(F)c2)ccn1 6.193462049 5.971076115 5.884437132 6.165957533 5.857677391 5.973611985 5.85612774 5.931594629 5.810582406 5.998781102 5.886057477 5.957215051
OJICYBSWSZGRFB-UHFFFAOYSA-N Telacebec CCc1nc2ccc(Cl)cn2c1C(=O)NCc1ccc(N2CCC(c3ccc(OC(F)(F)F)cc3)CC2)cc1 5.967951513 5.988775698 5.850120022 5.882729353 6.20901278 6.105479446 5.816192401 5.993709791 5.854612634 5.886513962 5.966866319 5.956542174
XSPUSVIQHBDITA-RKYNPMAHSA-N Cefteram CON=C(C(=O)NC1C(=O)N2C(C(=O)O)=C(Cn3nnc(C)n3)CSC12)c1csc(N)n1 5.864304092 5.804710358 5.805608077 6.066279177 5.842377607 5.948289547 5.981631464 5.916567213 5.998116639 6.042308064 6.24559903 5.955981024
HPLNQCPCUACXLM-PGUFJCEWSA-N ABT-737 CN(C)CCC(CSc1ccccc1)Nc1ccc(S(=O)(=O)NC(=O)c2ccc(N3CCN(Cc4ccccc4-c4ccc(Cl)cc4)CC3)cc2)cc1[N+](=O)[O-] 6.096106884 6.055115499 5.936742225 5.768159491 6.038705959 5.703412122 6.070811456 6.2348172 5.724660374 6.177882444 5.668970466 5.952307647
QPGHEZZVRGUCDN-UHFFFAOYSA-N R 101933 COC(=O)C1CN=C2C(=C3CCN(CCc4ccc(OCc5ccc6ccccc6n5)cc4)CC3)c3ccccc3CCN21 5.909919183 6.160792605 5.818562962 6.005185076 5.92213979 5.890330482 5.971230151 5.90889642 5.919854644 6.135611067 5.809415413 5.950176163
MNABRWLVTSGIMU-FQEVSTJZSA-N MCB-3837 CC(=O)NCC1CN(c2ccc(OCC3(OP(=O)(O)O)CCN(c4cc5c(cc4F)c(=O)c(C(=O)O)cn5C4CC4)CC3)c(F)c2)C(=O)O1 5.792152618 6.045736588 6.06558662 5.923667249 6.040267383 6.054237529 5.968414371 5.906470763 5.831575239 5.894545125 5.918719316 5.949215709
OLCWFLWEHWLBTO-HSZRJFAPSA-N BMS-214662 N#Cc1ccc2c(c1)CN(S(=O)(=O)c1cccs1)C(Cc1ccccc1)CN2Cc1cnc[nH]1 5.957723375 6.055717469 6.028643042 5.917872681 5.780755927 5.785844304 5.885761373 6.113093257 6.003127927 6.135770406 5.775544778 5.949077685
LQVXSNNAFNGRAH-QHCPKHFHSA-N BMS-754807 CC1(C(=O)Nc2ccc(F)nc2)CCCN1c1nc(Nc2cc(C3CC3)[nH]n2)c2cccn2n1 6.057399029 5.984712852 5.930173591 5.873416741 5.856719883 6.032227002 5.751899275 6.073273904 6.02796209 5.997572887 5.848326749 5.948516728
RGJOJUGRHPQXGF-INIZCTEOSA-N RG-7603 CCNC(=O)Nc1ccc(-c2nc3c(c(N4CCOCC4C)n2)CCN(C2COC2)C3)cc1 5.907941687 5.821557359 5.91330266 5.954732656 5.92335681 6.088948245 5.765861617 5.966797019 6.025247507 5.969753781 6.093855214 5.94830496
NNBGCSGCRSCFEA-UHFFFAOYSA-N Rilapladib COCCN1CCC(N(Cc2ccc(-c3ccc(C(F)(F)F)cc3)cc2)C(=O)Cn2c(SCc3cccc(F)c3F)cc(=O)c3ccccc32)CC1 6.054895085 6.010740196 5.937945736 5.621849674 6.051816379 6.035334115 6.109473676 6.04995409 5.584620705 5.891727042 6.081524393 5.948171008
ZVYVPGLRVWUPMP-FYSMJZIKSA-N EXATECAN CCC1(O)C(=O)OCc2c1cc1n(c2=O)Cc2c-1nc1cc(F)c(C)c3c1c2C(N)CC3 5.943397852 5.997858752 5.891407919 5.844310853 6.026872297 5.947362366 5.826556264 5.89814262 5.961156246 5.874030362 6.206874059 5.947088145
XWFCFMXQTBGXQW-GOSISDBHSA-N Cadazolid O=C(O)c1cn(C2CC2)c2cc(N3CCC(O)(COc4ccc(N5CC(CO)OC5=O)cc4F)CC3)c(F)cc2c1=O 6.133380712 6.029126833 6.034576569 5.956366495 5.912481218 5.887559442 5.957179262 5.762200903 6.092085389 5.84819206 5.803779875 5.946993523
WEEYASWRWODDTJ-ZDUSSCGKSA-N MX-68 Nc1nc(N)c2nc(CN3CCSc4cc(C(=O)NC(CCCC(=O)O)C(=O)O)ccc43)cnc2n1 6.108349463 6.202052641 5.989324911 6.059896452 5.619604078 5.890811373 5.707259621 5.877183799 6.024754569 5.967160699 5.961654026 5.946186512
VMZMNAABQBOLAK-DBILLSOUSA-N Pasireotide NCCCCC1NC(=O)C(Cc2c[nH]c3ccccc23)NC(=O)C(c2ccccc2)NC(=O)C2CC(OC(=O)NCCN)CN2C(=O)C(Cc2ccccc2)NC(=O)C(Cc2ccc(OCc3ccccc3)cc2)NC1=O 5.949175215 6.001976417 5.955038428 6.130555541 6.10124115 5.751769631 5.667564784 5.801991219 6.035657231 5.944481963 6.046918305 5.944215444
LHGWWAFKVCIILM-AMZGXZFVSA-N XL-888 CCC(C)Nc1cc(C(=O)NC2CC3CCC(C2)N3c2ccc(C(=O)C3CC3)cn2)c(C)cc1C(N)=O 5.96335662 6.095024666 6.078748628 5.932468119 5.616680281 5.857568339 6.077181748 5.925709015 5.872412542 6.155303336 5.79526545 5.942701704
UHRBTBZOWWGKMK-DOMZBBRYSA-N FLOMOXEF COC1(NC(=O)CSC(F)F)C(=O)N2C(C(=O)O)=C(CSc3nnnn3CCO)COC21 5.877528907 5.726691151 6.178929126 6.219303131 5.710795104 6.023561025 5.867006193 6.0203749 5.90646467 5.797748727 6.031640934 5.94182217
FMHQJXGMLMSMLC-WBUYAQKGSA-N AZAMULIN CCC1(C)CC(OC(=O)CSc2n[nH]c(N)n2)C2(C)C(C)CCC3(CCC(=O)C32)C(C)C1O 5.984899106 5.806553057 6.021777677 6.118749253 5.985749286 5.779695671 5.941305291 6.059983887 5.819499835 5.934209667 5.883141833 5.939596779
CVBWTNHDKVVFMI-LBPRGKRZSA-N MPC-3100 CC(O)C(=O)N1CCC(CCn2c(Sc3cc4c(cc3Br)OCO4)nc3c(N)ncnc32)CC1 5.874049967 5.988422495 5.965443445 6.032232647 5.91500092 5.947725264 5.941260973 6.210438673 5.832646133 5.969334456 5.651347633 5.938900237
WSMQUUGTQYPVPD-OAHLLOKOSA-N NVP-HSP990 COc1cccc(-c2cc(F)ccc2C2Cc3nc(N)nc(C)c3C(=O)N2)n1 5.988420326 5.808319902 5.904047897 5.997161872 5.93732454 5.767917997 5.90446922 6.321224245 5.907756795 6.148651497 5.639620122 5.938628583
DDFOUSQFMYRUQK-RCDICMHDSA-N Isavuconazole CC(c1nc(-c2ccc(C#N)cc2)cs1)C(O)(Cn1cncn1)c1cc(F)ccc1F 5.899673125 6.147991683 6.050884993 5.896933871 5.760846687 5.759440589 5.901121222 5.974438152 5.925907929 6.086985588 5.917032302 5.938296013
PDOQBOJDRPLBQU-QMMMGPOBSA-N AZD-1480 Cc1cc(Nc2nc(NC(C)c3ncc(F)cn3)ncc2Cl)n[nH]1 5.732176083 6.125877736 5.721579264 5.842215001 6.150165036 5.973523288 6.140305153 6.019389647 5.681457046 6.006480201 5.89477115 5.935267237
ORVNHOYNEHYKJG-UHFFFAOYSA-N Dilmapimod Cc1cc(F)ccc1-c1nc(NC(CO)CO)nc2c1ccc(=O)n2-c1c(F)cccc1F 5.94449747 5.695458299 5.948653465 5.886025672 5.920887786 5.533780673 6.112298469 5.713460391 6.23278381 6.104620405 6.174945395 5.933401076
GVKXFVCXBFGBCD-QKDMMWSPSA-N Silvestrol COC(=O)C1C(O)C2(O)c3c(OC)cc(OC4OC(C(O)CO)COC4OC)cc3OC2(c2ccc(OC)cc2)C1c1ccccc1 5.605764608 5.97864194 6.151071589 6.144025538 5.610439448 6.023357257 5.869638263 6.164056085 5.897439809 5.873932955 5.899973437 5.928940084
BKWJAKQVGHWELA-UHFFFAOYSA-N Adavosertib C=CCn1c(=O)c2cnc(Nc3ccc(N4CCN(C)CC4)cc3)nc2n1-c1cccc(C(C)(C)O)n1 5.930320318 5.909462466 6.016528119 5.662976954 6.0430597 6.046188434 5.86837601 5.939341647 5.85750649 5.780268216 6.156517922 5.92823148
QDWKGEFGLQMDAM-ULJHMMPZSA-N Amcasertib CCN(CC)CCNC(=O)c1c(C)[nH]c(C=C2C(=O)Nc3ccc(-c4csc(-c5ccccc5)n4)cc32)c1C 5.893984509 5.824024498 6.002356192 5.833793351 5.822049926 6.047797468 5.930632369 5.893597922 5.996036279 6.062772015 5.899459443 5.927863997
JDUBGYFRJFOXQC-KRWDZBQOSA-N Capivasertib NC1(C(=O)NC(CCO)c2ccc(Cl)cc2)CCN(c2ncnc3[nH]ccc23)CC1 5.72608531 6.053042227 5.799186701 5.824131918 6.11933862 5.934015253 5.834064146 5.999202146 5.953068233 5.949303567 6.01361242 5.927731867
RDONXGFGWSSFMY-UHFFFAOYSA-N Mivebresib CCS(=O)(=O)Nc1ccc(Oc2ccc(F)cc2F)c(-c2cn(C)c(=O)c3[nH]ccc23)c1 5.930804911 5.967191196 5.829031786 6.025189353 5.687194265 5.913871729 5.954585679 5.676266477 6.262775533 5.926948043 6.03005 5.927628088
OBMJQRLIQQTJLR-USGQOSEYSA-N INNO-206 COc1cccc2c1C(=O)c1c(O)c3c(c(O)c1C2=O)CC(O)(C(CO)=NNC(=O)CCCCCN1C(=O)C=CC1=O)CC3OC1CC(N)C(O)C(C)O1 5.754420256 5.816812441 6.017255519 6.212806596 5.792689385 5.909007463 5.832277956 6.07465923 6.02174999 5.994216669 5.755058176 5.925541244
BSMNRYCSBFHEMQ-GZMMTYOYSA-N DOV-102677 Clc1ccc(C23CNCC2C3)cc1Cl 5.906541983 5.988327349 6.07024378 5.869367678 6.052692503 6.016965172 5.672952036 5.945311696 5.930757788 5.896629001 5.819089186 5.92444347
YOVVNQKCSKSHKT-HNNXBMFYSA-N Apitolisib Cc1c(CN2CCN(C(=O)C(C)O)CC2)sc2c(N3CCOCC3)nc(-c3cnc(N)nc3)nc12 6.309956554 5.96831781 5.674729811 5.798717579 5.698540066 5.860672729 6.2276887 5.823681458 6.124281028 5.675081771 5.997398661 5.92355147
ITAMRBIZWGDOHW-UHFFFAOYSA-N Fantofarone COc1ccc(CCN(C)CCCOc2ccc(S(=O)(=O)c3c(C(C)C)cn4ccccc34)cc2)cc1OC 6.139733472 6.132304737 5.608924049 5.832537632 6.129099153 6.076613161 5.71112046 6.051971741 5.863397374 5.828355674 5.777100404 5.922832532
DNTVJEMGHBIUMW-IBGZPJMESA-N MK-0893 COc1ccc2cc(-c3cc(-c4cc(Cl)cc(Cl)c4)nn3C(C)c3ccc(C(=O)NCCC(=O)O)cc3)ccc2c1 6.057384994 5.894709997 5.78750382 5.98576359 5.835379563 6.220057373 5.6034349 5.840513885 6.028076673 5.814895769 6.059775931 5.920681499
ZVZRDFTXNAZBOX-UWVGGRQHSA-N PD-131112 CC(N)C(=O)NC1CCN(c2nc3c(cc2F)c(=O)c(C(=O)O)cn3C2CC2)C1 5.879369181 6.085685232 5.960257402 5.803968583 5.940946291 5.730599067 5.651137019 6.047877871 5.895208802 6.130821493 6.001514988 5.920671448
RAGOYPUPXAKGKH-XAKZXMRKSA-N Posaconazole CCC(C(C)O)n1ncn(-c2ccc(N3CCN(c4ccc(OCC5COC(Cn6cncn6)(c6ccc(F)cc6F)C5)cc4)CC3)cc2)c1=O 5.816726566 5.837820728 6.350433544 5.873371622 5.937765595 5.658967433 6.140699285 5.894171947 6.210546591 5.644859035 5.747423328 5.919344152
JUSFANSTBFGBAF-IRXDYDNUSA-N Vistusertib CNC(=O)c1cccc(-c2ccc3c(N4CCOCC4C)nc(N4CCOCC4C)nc3n2)c1 5.765156769 5.992216583 5.983737624 5.868322301 5.877269432 6.191233736 5.923678345 5.86819175 5.625158865 5.940724084 6.06844995 5.918558131
SCVHJVCATBPIHN-SJCJKPOMSA-N Emricasan CC(NC(=O)C(=O)Nc1ccccc1C(C)(C)C)C(=O)NC(CC(=O)O)C(=O)COc1c(F)c(F)cc(F)c1F 6.067683026 5.920750422 5.682969156 5.821199191 6.350193126 6.04305377 5.7092659 5.743010875 6.054152099 5.68996319 6.003371277 5.916873821
IWIVCNVLSKNJJS-VLMZJYNESA-N DQ-2556 CON=C(C(=O)NC1C(=O)N2C(C(=O)[O-])=C(C[n+]3ccc(-c4cnco4)cc3)CSC12)c1csc(N)n1 5.998902523 6.028532322 6.004278312 5.957189084 6.004597609 5.860314033 5.834377354 5.853216229 5.742222159 5.933723025 5.862141001 5.916317605
PZUJQWHTIRWCID-HXUWFJFHSA-N SB 262470 CC(C)(Cc1ccc2ccccc2c1)NCC(O)COc1cccc(Cl)c1C#N 6.171324192 5.743468529 6.005299249 5.952756759 5.835995106 6.291262108 5.800595753 5.725418135 5.802054918 5.969921863 5.7757997 5.915808756
DHMTURDWPRKSOA-RUZDIDTESA-N Lonafarnib NC(=O)N1CCC(CC(=O)N2CCC(C3c4ncc(Br)cc4CCc4cc(Cl)cc(Br)c43)CC2)CC1 5.919965786 6.112372059 5.983922529 5.87229572 5.739394675 5.960550696 5.921566433 6.037103111 5.885805229 5.836131722 5.788517245 5.914329564
HVFLCNVBZFFHBT-ZKDACBOMSA-N CEFEPIME CON=C(C(=O)NC1C(=O)N2C(C(=O)[O-])=C(C[N+]3(C)CCCC3)CSC12)c1csc(N)n1 5.909590817 5.934382216 5.797736167 5.726470236 5.902666573 6.121604981 6.042106179 5.7941025 6.12029628 5.714454122 5.961933161 5.911394839
QHADVLVFMKEIIP-UHFFFAOYSA-N Merestinib Cc1ccc(C(=O)Nc2ccc(Oc3cc4cnn(C)c4cc3-c3cn[nH]c3)c(F)c2)c(=O)n1-c1ccc(F)cc1 5.892975549 6.012408225 5.812029641 5.934462239 5.981965284 6.043414718 5.804515828 5.742945599 5.831321252 6.149323222 5.810095588 5.910496104
LHNIIDJUOCFXAP-UHFFFAOYSA-N Pictilisib CS(=O)(=O)N1CCN(Cc2cc3nc(-c4cccc5[nH]ncc45)nc(N4CCOCC4)c3s2)CC1 5.931485973 5.875839139 6.028061471 6.031930299 5.846444398 5.796890031 5.812129338 6.109098857 5.790826356 5.851417024 5.935497295 5.909965471
VPTONMHDLLMOOV-UHFFFAOYSA-N CJ-13610 Cc1nccn1-c1ccc(Sc2cccc(C3(C(N)=O)CCOCC3)c2)cc1 6.001590834 5.903406285 5.86659407 6.066856498 5.634404456 5.846031596 5.972335092 5.858573082 5.949474157 6.259632596 5.647022708 5.909629216
MJMVUQNNSOBCGF-UHFFFAOYSA-N WQ-3813 Cc1c(N2CC(NC(C)C)C2)c(F)cc2c(=O)c(C(=O)O)cn(-c3nc(N)c(F)cc3F)c12 5.824624782 5.797009491 6.036544744 6.304078932 5.804401958 5.946213941 5.735781589 6.026137924 5.701785707 5.887341717 5.935254882 5.90901597
LILGMDXLRPEBNH-HFZDXXHNSA-N BMS-688521 CN1C(=O)N(c2cc(Cl)cc(Cl)c2)C(=O)C12CN(c1ccc(C(=O)O)cn1)CC2c1ccc(C#N)cc1 5.820007175 6.002226555 5.833550597 5.961670231 5.890910795 5.863123706 5.961771354 5.937211681 5.86160903 5.983390495 5.874389555 5.908169198
GKJCVYLDJWTWQU-CXLRFSCWSA-N LY-2874455 CC(Oc1ccc2[nH]nc(C=Cc3cnn(CCO)c3)c2c1)c1c(Cl)cncc1Cl 6.122642076 6.202491588 5.741569229 5.644894603 5.971366223 5.97642475 5.819397282 6.064273502 5.939369547 5.579725817 5.924934258 5.907917171
QEZYDSSGVBTNBH-UHFFFAOYSA-N LY 353433 CC(C)n1nc(C(=O)NCCN2CCC(NC(=O)C34CC5CC(CC(C5)C3)C4)CC2)c2ccccc21 6.077877887 5.6120381 6.218928737 5.792775876 6.041515836 5.692966213 5.813423293 6.213015212 5.672273535 6.071388308 5.773998071 5.907291006
JAHDAIPFBPPQHQ-GDLZYMKVSA-N OSI-754 C#Cc1cccc(-c2cc(=O)n(C)c3ccc(C(O)(c4ccc(Cl)cc4)c4cncn4C)cc23)c1 5.994046611 5.815176616 5.807428225 5.854523417 5.745990354 6.032155067 5.896502741 5.7925205 6.087571442 5.943746942 6.003466513 5.906648039
PIMQWRZWLQKKBJ-SFHVURJKSA-N Dinaciclib CCc1cnn2c(NCc3ccc[n+]([O-])c3)cc(N3CCCCC3CCO)nc12 5.965244295 5.901785821 6.187441567 5.774660708 5.980612761 5.837673845 5.886567399 5.955880887 5.834144952 5.896463505 5.751910054 5.906580527
MBBCVAKAJPKAKM-UHFFFAOYSA-N Lomitapide O=C(NC1CCN(CCCCC2(C(=O)NCC(F)(F)F)c3ccccc3-c3ccccc32)CC1)c1ccccc1-c1ccc(C(F)(F)F)cc1 6.260585788 5.867829368 5.669371696 5.836554403 5.920204476 6.007467621 5.909670682 5.992999001 6.092283132 5.782206704 5.632238813 5.906491971
VAAUVRVFOQPIGI-SPQHTLEESA-N ceftriaxone CON=C(C(=O)NC1C(=O)N2C(C(=O)O)=C(CSc3nc(=O)c(=O)[nH]n3C)CSC12)c1csc(N)n1 5.924477916 5.990430638 6.064822923 6.012508132 5.889766889 5.948113651 5.912156037 5.978124336 5.780690357 5.596403896 5.867148056 5.905876621
QRXOZHSEEGNRFC-ZYHUDNBSSA-N RO-31-9790 CNC(=O)C(NC(=O)C(CC(=O)NO)CC(C)C)C(C)(C)C 5.926232169 6.154926504 6.086168367 5.985915059 5.66568802 5.853549617 5.867164568 5.80078629 5.815974692 5.726291962 6.079422565 5.905647256
HRJWTAWVFDCTGO-UHFFFAOYSA-N LY-2090314 O=C1NC(=O)C(c2cnc3ccccn23)=C1c1cn2c3c(cc(F)cc13)CN(C(=O)N1CCCCC1)CC2 6.006884045 5.789141649 6.004833246 5.760366701 5.759084215 5.818129897 5.796606118 6.070209429 6.069559328 5.819525653 6.062459616 5.905163627
QVNZBDLTUKCPGJ-SHQCIBLASA-N DPC-333 Cc1cc(COc2ccc(C3(N)CCN(C(CC(C)C)C(=O)NO)C3=O)cc2)c2ccccc2n1 5.701354136 5.924303972 5.935057755 5.902418715 5.803034149 6.179333046 6.031640183 5.891576838 5.617809399 6.05690709 5.908038993 5.90467948
USZYSDMBJDPRIF-SVEJIMAYSA-N Aclarubicin CCC1(O)CC(OC2CC(N(C)C)C(OC3CC(O)C(OC4CCC(=O)C(C)O4)C(C)O3)C(C)O2)c2c(cc3c(c2O)C(=O)c2c(O)cccc2C3=O)C1C(=O)OC 5.994332556 5.972080374 6.118440185 5.674142786 5.613968076 5.902592174 5.849555696 6.103264307 5.95951677 5.93127366 5.824472132 5.903967156
HSGZLFWXBIVLBD-LBPRGKRZSA-N PNU-288034 CC(=O)NCC1CN(c2cc(F)c(N3CCS(=O)(=O)CC3)c(F)c2)C(=O)O1 5.820836447 6.025367007 5.952545148 5.752288316 6.037223475 5.913091546 6.030174722 5.831864361 5.838411429 5.823575057 5.90259971 5.902543383
VERWOWGGCGHDQE-UHFFFAOYSA-N Ceritinib Cc1cc(Nc2ncc(Cl)c(Nc3ccccc3S(=O)(=O)C(C)C)n2)c(OC(C)C)cc1C1CCNCC1 5.699702209 5.963074797 5.864909941 6.261642092 5.866120959 6.129790452 5.653617779 5.891659711 5.746626124 5.728769978 6.102110902 5.90072954
IFGWYHGYNVGVRB-UHFFFAOYSA-N ARRY-797 CC(C)Cn1ncc2cc(Oc3ccc(F)cc3F)c(C(=O)NCCN(C)C)cc21 5.880262549 6.088927278 5.862729164 6.196720186 5.827660906 5.783397768 5.90044215 5.7531871 5.871591069 5.78549499 5.944954531 5.899578881
UFPFGVNKHCLJJO-SSKFGXFMSA-N LCL-161 CNC(C)C(=O)NC(C(=O)N1CCCC1c1nc(C(=O)c2ccc(F)cc2)cs1)C1CCCCC1 5.766387973 6.105930771 6.075670273 6.022333656 5.715444008 6.000038628 5.833475999 5.741233738 5.871427946 5.982971586 5.774880727 5.8990723
HUASEDVYRABWCV-NDEPHWFRSA-N Upamostat CCOC(=O)N1CCN(C(=O)C(Cc2cccc(C(N)=NO)c2)NS(=O)(=O)c2c(C(C)C)cc(C(C)C)cc2C(C)C)CC1 6.106767326 5.642951364 5.984173471 5.573161885 5.912765771 6.02010065 5.876483115 6.025921987 5.918553514 6.061861298 5.755397821 5.898012564
YVPXVXANRNDGTA-WDYNHAJCSA-N Cepharanthine COc1ccc2cc1Oc1ccc(cc1)CC1c3c(cc4c(c3Oc3cc5c(cc3OC)CCN(C)C5C2)OCO4)CCN1C 6.20374129 5.849185286 6.108710114 5.945692251 5.632379288 5.682518127 5.919576035 5.881000209 5.953253746 5.814993426 5.86372788 5.895888877
LCMWDFXRHRLQPG-UHFFFAOYSA-N BSF-466895 CN1CCN(C2CCC(n3cc(-c4ccc(NS(=O)(=O)c5cccc(Cl)c5Cl)c(F)c4)c4c(N)ncnc43)CC2)CC1 5.697514682 5.997251513 5.906017614 5.978379247 5.949768589 5.942550543 5.819737722 5.891515667 6.028034685 5.664089143 5.978652708 5.895773828
PUOAETJYKQITMO-LANLRWRYSA-N E-2012 COc1cc(C=C2CCCN(C(C)c3ccc(F)cc3)C2=O)ccc1-n1cnc(C)c1 5.754027329 5.747801431 5.993912265 5.857784849 5.897131335 5.763717118 5.945210077 6.106529974 5.835129288 5.807815821 6.143442967 5.895682041
KMIPKYQIOVAHOP-YLGJWRNMSA-N CEFDITOREN CON=C(C(=O)NC1C(=O)N2C(C(=O)O)=C(C=Cc3scnc3C)CSC12)c1csc(N)n1 6.05452529 5.874247518 5.823860683 5.774624806 6.04878127 5.840116414 5.650435323 5.938169514 5.820799087 6.139765203 5.870283002 5.894146192
QMVPQBFHUJZJCS-NTKFZFFISA-N Edotecarin O=C1c2c(c3c4ccc(O)cc4n(C4OC(CO)C(O)C(O)C4O)c3c3[nH]c4cc(O)ccc4c23)C(=O)N1NC(CO)CO 5.749489811 5.609772066 6.116042999 5.92423312 5.870422517 5.877721327 5.926457351 5.94813631 5.765679772 5.936620942 6.106675283 5.893750136
HHJUWIANJFBDHT-KOTLKJBCSA-N Vindesine CCC1(O)CC2CN(CCc3c([nH]c4ccccc34)C(C(=O)OC)(c3cc4c(cc3OC)N(C)C3C(O)(C(N)=O)C(O)C5(CC)C=CCN6CCC43C65)C2)C1 6.06529812 5.949420068 5.75655661 5.75886165 6.159321561 5.717467479 5.903531224 5.790727218 5.9444259 5.877249562 5.905762585 5.893511089
XDZKBRJLTGRPSS-BGZQYGJUSA-N CEFODIZIME CON=C(C(=O)NC1C(=O)N2C(C(=O)O)=C(CSc3nc(C)c(CC(=O)O)s3)CSC12)c1csc(N)n1 5.829059835 6.061865035 6.03119443 6.071574598 5.711111612 5.665913435 5.654744386 5.954705426 5.936815871 5.938864849 5.959495558 5.892304094
AFSDNFLWKVMVRB-UHFFFAOYSA-N ELLAGIC ACID O=c1oc2c(O)c(O)cc3c(=O)oc4c(O)c(O)cc1c4c23 5.995739242 5.660528338 5.966295708 5.999803991 5.614732806 5.842405352 5.793688473 5.94538285 5.958428152 6.045198174 5.968732955 5.890085095
ZLHFILGSQDJULK-UHFFFAOYSA-N Alisertib COc1cc(Nc2ncc3c(n2)-c2ccc(Cl)cc2C(c2c(F)cccc2OC)=NC3)ccc1C(=O)O 5.988303617 5.988201231 5.834949227 5.962703487 5.76918372 5.721698292 5.805145721 6.04651213 6.021532723 5.910295997 5.740217091 5.889885749
MRFOPLWJZULAQD-SWGQDTFXSA-N KPT-9274 Nc1ccc(C=CC(=O)NCc2cc3cc(-c4ccc(C(=O)N5CCC(F)(F)CC5)cc4)cc(-c4ccc(F)cc4)c3o2)cn1 5.735811058 5.890979632 6.269864766 5.737399321 6.032367235 5.906447873 6.14423037 5.590662506 5.564494304 6.044756365 5.867205599 5.889474457
ULXXDDBFHOBEHA-CWDCEQMOSA-N Afatinib CN(C)CC=CC(=O)Nc1cc2c(Nc3ccc(F)c(Cl)c3)ncnc2cc1OC1CCOC1 5.865790057 5.972053955 5.94061581 5.902677401 5.767301788 5.845874468 6.00675071 5.865405257 5.731576193 5.925033325 5.948210485 5.888299041
FIKYECRHLXONOX-UHFFFAOYSA-N Zolasartan CCCCc1nc(Cl)c(C(=O)O)n1Cc1ccc2oc(-c3ccccc3-c3nn[nH]n3)c(Br)c2c1 6.001622801 5.828656512 5.847919283 5.621664046 5.699866864 5.863552825 6.044724679 5.994241295 5.975809497 6.008007044 5.871810868 5.88707961
SWZXEVABPLUDIO-WSZYKNRRSA-N oprozomib COCC(NC(=O)c1cnc(C)s1)C(=O)NC(COC)C(=O)NC(Cc1ccccc1)C(=O)C1(C)CO1 5.758779829 5.964977161 5.823944453 6.074495212 5.800434083 5.914281756 6.015004286 5.851690715 5.912150728 5.825646269 5.811628902 5.8866394
HFNKQEVNSGCOJV-OAHLLOKOSA-N Ruxolitinib N#CCC(C1CCCC1)n1cc(-c2ncnc3[nH]ccc23)cn1 5.955357795 5.903478249 5.835568448 6.092627866 5.982233458 5.808709108 5.687138374 5.785777314 5.865434769 5.924813014 5.897182282 5.88530188
ZFVRYNYOPQZKDG-UHFFFAOYSA-N PF-04928473 CC1(C)CC(=O)c2c(C(F)(F)F)nn(-c3ccc(C(N)=O)c(NC4CCC(O)CC4)c3)c2C1 6.160720523 6.036189019 5.956614913 5.858078229 5.927153285 5.756295494 6.10411523 5.655705478 5.660030603 5.693633868 5.924776975 5.884846692
UBPYILGKFZZVDX-UHFFFAOYSA-N Bosutinib COc1cc(Nc2c(C#N)cnc3cc(OCCCN4CCN(C)CC4)c(OC)cc23)c(Cl)cc1Cl 5.745273009 5.913811981 5.849130718 5.941450465 5.759574145 6.108040209 6.079014242 5.828296128 5.921353792 5.924773162 5.650859099 5.883779723
LOLPPWBBNUVNQZ-UHFFFAOYSA-N AT-9283 O=C(Nc1cn[nH]c1-c1nc2ccc(CN3CCOCC3)cc2[nH]1)NC1CC1 5.778753989 5.814381807 5.839650909 5.719853278 5.866968153 5.906067859 5.999106517 5.962653539 5.795284369 6.019295278 6.010760936 5.882979694
BGJMKHPWCFXMOW-UHFFFAOYSA-N Bederocin C=C(F)c1sc(CNCCCNc2cc(=O)c3ccccc3[nH]2)c(C)c1Br 5.690432766 5.797178751 5.90144884 5.927287871 5.858580295 5.991607734 5.958758394 5.84467715 5.821284873 6.033897242 5.884862192 5.882728737
ZGRDYKFVDCFJCZ-UHFFFAOYSA-N AZD-8835 CCn1nc(C2CCN(C(=O)CCO)CC2)nc1-c1cnc(N)c(-c2nnc(C(C)(C)C)o2)n1 5.795127655 5.766980503 5.911706049 5.833620522 6.017983815 5.827857296 5.994822288 5.910365651 5.738681488 5.940434517 5.97082086 5.882581877
XNULRSOGWPFPBL-REWPJTCUSA-N PF-3882845 N#Cc1ccc(N2N=C3c4ccc(C(=O)O)cc4CCC3C2C2CCCC2)cc1Cl 5.803356193 5.892531383 5.67988015 5.986604636 5.750149214 5.778086891 6.102223682 5.725980455 5.892359783 5.93489442 6.155505157 5.881961088
UIRKNQLZZXALBI-MSVGPLKSSA-N squalamine CC(C)C(CCC(C)C1CCC2C3C(O)CC4CC(NCCCNCCCCN)CCC4(C)C3CCC12C)OS(=O)(=O)O 5.991331289 5.912463005 6.169362123 6.174869878 5.81469426 5.528237596 6.008711721 5.924846866 5.6256422 5.826669256 5.712662321 5.880862774
ARAIBEBZBOPLMB-UFGQHTETSA-N Zanamivir CC(=O)NC1C(N=C(N)N)C=C(C(=O)O)OC1C(O)C(O)CO 5.705241818 5.872422776 5.928900604 5.7495528 5.783443801 5.921179864 5.69746552 5.953402615 5.951528131 6.094111248 6.016371945 5.879420102
RITAVMQDGBJQJZ-FMIVXFBMSA-N Axitinib CNC(=O)c1ccccc1Sc1ccc2c(C=Cc3ccccn3)n[nH]c2c1 5.854517601 5.904670832 5.814927692 5.674200107 5.853115748 6.038672602 5.938763476 5.729256175 5.744788638 6.28203061 5.837872067 5.879346868
ZXSGSFMORAILEY-HNNXBMFYSA-N TBA-354 O=[N+]([O-])c1cn2c(n1)OCC(OCc1ccc(-c3ccc(OC(F)(F)F)cc3)nc1)C2 5.820549413 5.664701238 6.261652237 5.5402181 5.698565707 6.075959783 5.972237892 6.222216543 5.761239054 5.962429775 5.692083768 5.87925941
IBDYYOQKQCCSDP-QFIPXVFZSA-N PF-06291874 CCCC(Oc1cc(C)c(-n2cc(C(F)(F)F)cn2)c(C)c1)c1ccc(C(=O)NCCC(=O)O)cc1 5.85240534 5.858919326 6.121137584 6.00753339 5.886664984 5.63622353 5.784361135 5.960411571 6.007906475 5.768736753 5.783103804 5.878854899
XFILPEOLDIKJHX-QYZOEREBSA-N Batimastat CNC(=O)C(Cc1ccccc1)NC(=O)C(CC(C)C)C(CSc1cccs1)C(=O)NO 5.684375453 6.009368516 5.82968778 6.163602479 5.760838595 5.864834921 5.940087325 5.847768704 5.873788947 5.818509809 5.868482576 5.8783041
QZUCKCLSVBFSOS-INIZCTEOSA-N JTS-653 Cc1ccc(N2c3cccc(C(=O)Nc4ccc(OCC(F)(F)F)nc4)c3OCC2CO)nc1 6.07158898 5.83705729 5.88597354 5.910346823 5.790643268 5.76742979 6.139848587 5.807432098 5.849546652 5.993269917 5.606453657 5.8781446
LIRYPHYGHXZJBZ-UHFFFAOYSA-N Trametinib CC(=O)Nc1cccc(-n2c(=O)n(C3CC3)c(=O)c3c(Nc4ccc(I)cc4F)n(C)c(=O)c(C)c32)c1 5.846952628 5.897277829 5.978600724 5.9693731 5.795005855 5.989293302 5.917179404 5.92455437 5.559842845 5.937727415 5.808977414 5.874980444
NDAZATDQFDPQBD-UHFFFAOYSA-N Luminespib CCNC(=O)c1noc(-c2cc(C(C)C)c(O)cc2O)c1-c1ccc(CN2CCOCC2)cc1 5.561765209 5.98107839 5.935253207 5.909262147 5.72077469 5.994919101 5.861144445 5.871066382 5.961866873 5.845778277 5.971577035 5.87404416
MMNNTJYFHUDSKL-UHFFFAOYSA-N XL-281 COC(=O)Nc1nc2ccc(C3(O)c4ccccc4C(=O)N3c3cc(Cl)ccc3C)cc2[nH]1 6.059616836 5.848222287 5.745470344 5.679174053 6.026860577 5.884177292 5.817255897 5.943434492 5.717108965 5.964671519 5.904974274 5.871906049
SWFXMFDHMPMWMA-UHFFFAOYSA-N CP 331 COc1ccc2c(c1)c(CC(=O)OCCSCC(=O)NCCCOc1cccc(CN3CCCCC3)c1)c(C)n2C(=O)c1ccc(Cl)cc1 6.013917591 5.968451935 5.909264462 5.926921697 5.865329563 5.649799424 6.050477902 5.581233091 5.689750894 5.873543038 6.057928778 5.871510761
QXOPTIPQEVJERB-JQWIXIFHSA-N Pelitrexol Cc1cc(C(=O)NC(CCC(=O)O)C(=O)O)sc1CCC1CNc2nc(N)[nH]c(=O)c2C1 5.803191203 6.255711579 6.240263451 5.663343768 5.924902301 5.654847067 5.884675487 5.575541192 5.508742854 6.012327377 6.035366813 5.868992099
YFGQJKBUXPKSAW-YSTAXILLSA-N LANATOSIDE A CC(=O)OC1CC(OC2C(O)CC(OC3C(O)CC(OC4CCC5(C)C(CCC6C5CCC5(C)C(C7=CC(=O)OC7)CCC65O)C4)OC3C)OC2C)OC(C)C1OC1OC(CO)C(O)C(O)C1O 5.741530526 5.614344941 5.818761983 5.979168968 5.772147265 5.578802299 5.871107224 5.691268456 6.1911866 5.886086189 6.385250685 5.866332285
XCPPIJCBCWUBNT-UHFFFAOYSA-N Bentamapimod N#CC(c1ccnc(OCc2ccc(CN3CCOCC3)cc2)n1)c1nc2ccccc2s1 5.849358717 6.045785577 5.912785051 5.794812276 5.844319664 5.695921791 5.646268659 5.760655424 5.754487114 6.00003337 6.222572311 5.866090905
XQVVPGYIWAGRNI-JOCHJYFZSA-N BI-2536 CCC1C(=O)N(C)c2cnc(Nc3ccc(C(=O)NC4CCN(C)CC4)cc3OC)nc2N1C1CCCC1 5.831137157 5.85228612 5.85669205 5.929231611 5.671957446 5.669557693 5.940892049 5.623754847 5.943012247 6.157901976 6.040913974 5.86521247
HGXLJRWXCXSEJO-GMSGAONNSA-N Cefazaflur Cn1nnnc1SCC1=C(C(=O)O)N2C(=O)C(NC(=O)CSC(F)(F)F)C2SC1 5.838773458 5.721516026 6.168591586 5.683529373 5.864694167 5.995944741 5.742509454 5.819612924 5.842012633 5.873178227 5.961367416 5.864702728
JLGWAGKPIWGUEH-OUKQBFOZSA-N T-506 CCCCCCCCC=CCCCCCCCC(=O)OC1CC(n2cc(F)c(=O)[nH]c2=O)OC1COP(=O)([O-])OCC[N+](C)(C)C 5.823791432 6.081564548 5.982567102 5.934821945 5.831452417 6.031492772 6.017343125 5.686760789 5.812709945 5.800404048 5.505065535 5.864361242
MQTOSJVFKKJCRP-BICOPXKESA-N Azithromycin CCC1OC(=O)C(C)C(OC2CC(C)(OC)C(O)C(C)O2)C(C)C(OC2OC(C)CC(N(C)C)C2O)C(C)(O)CC(C)CN(C)C(C)C(O)C1(C)O 5.876497668 5.789495282 6.075261072 6.025965881 5.924935739 5.849923965 5.836973122 5.939375964 5.63198363 5.60860917 5.942361298 5.863762072
KYLOBHXXQOZRKK-YIONKMFJSA-N PF-03463275 CN1CC2C(C1)C2CN(Cc1ccc(F)c(Cl)c1)C(=O)c1cn(C)cn1 5.837439059 5.76787546 5.991949612 6.025058331 5.575291094 5.657344257 5.940317275 5.927438151 5.873213085 6.080160451 5.817738341 5.863075011
GNNDEPIMDAZHRQ-UHFFFAOYSA-N Altiratinib O=C(Nc1cc(Oc2cc(F)c(NC(=O)C3(C(=O)Nc4ccc(F)cc4)CC3)cc2F)ccn1)C1CC1 6.193187231 5.965269108 5.796368811 5.773916006 5.768278704 5.710973659 5.838801862 6.010676014 5.667923101 5.890195708 5.876381293 5.8629065
JBPUGFODGPKTDW-SFHVURJKSA-N Merimepodib COc1cc(NC(=O)Nc2cccc(CNC(=O)OC3CCOC3)c2)ccc1-c1cnco1 5.876142199 5.884638564 5.737461525 5.895883188 6.035539385 5.883499001 5.628650375 5.996334664 5.942537236 5.960359099 5.647007515 5.86255025
GMJFVGRUYJHMCO-UHFFFAOYSA-N DIBROMPROPAMIDINE N=C(N)c1ccc(OCCCOc2ccc(C(=N)N)cc2Br)c(Br)c1 5.947903144 5.768878676 5.863724156 5.797446555 5.857599476 5.85228678 5.785590008 5.701075107 6.00316443 6.02250296 5.887409117 5.86250731
NDEXUOWTGYUVGA-LJQANCHMSA-N PF-477736 Cn1cc(-c2[nH]c3cc(NC(=O)C(N)C4CCCCC4)cc4c3c2C=NNC4=O)cn1 5.904359965 5.552890974 5.852894231 5.945622063 6.008628566 5.926827631 6.060170704 5.923344018 5.75299798 5.78036437 5.772338823 5.861858121
MPMKMQHJHDHPBE-RUZDIDTESA-N GLPG-0974 CC1(C(=O)N(CCCC(=O)O)Cc2cccc(Cl)c2)CCN1C(=O)c1csc2ccccc12 5.902662237 5.842600352 5.854116338 6.042838605 5.70279388 6.14532817 5.720271633 5.930641108 5.763812008 5.706900267 5.866101149 5.861642341
PHXJVRSECIGDHY-UHFFFAOYSA-N Ponatinib Cc1ccc(C(=O)Nc2ccc(CN3CCN(C)CC3)c(C(F)(F)F)c2)cc1C#Cc1cnc2cccnn12 5.814767107 6.121834811 5.537060186 5.850955843 5.671319187 5.811909663 5.823982103 5.782371091 6.142076226 5.991545413 5.900568842 5.858944588
RXWNCPJZOCPEPQ-NVWDDTSBSA-N PUROMYCIN COc1ccc(CC(N)C(=O)NC2C(CO)OC(n3cnc4c(N(C)C)ncnc43)C2O)cc1 6.05115573 5.587750958 5.763562551 5.657742297 6.053280922 5.861690868 5.984031759 5.864149395 5.995355628 5.577912302 6.050967284 5.858872699
CGIGDMFJXJATDK-UHFFFAOYSA-N Indomethacin COc1ccc2c(c1)c(CC(=O)O)c(C)n2C(=O)c1ccc(Cl)cc1 5.936081569 5.530558104 5.792930278 5.850080392 5.98960885 6.0185063 5.477829819 5.785937791 6.039432305 6.094496165 5.925368234 5.858257255
XDSXYMOZKDUASY-INIZCTEOSA-N GS-9901 N#Cc1c(N)nc(N)nc1NC(c1nc2c(F)ccc(Cl)c2c(=O)n1-c1cccnc1)C1CC1 5.836217683 5.765612075 5.826967527 5.986003982 5.767487153 5.967184804 5.97366197 5.918295266 5.820499255 5.658328142 5.910682937 5.857358254
CXQHYVUVSFXTMY-UHFFFAOYSA-N Foretinib COc1cc2c(Oc3ccc(NC(=O)C4(C(=O)Nc5ccc(F)cc5)CC4)cc3F)ccnc2cc1OCCCN1CCOCC1 5.796981141 5.698816603 5.587344425 5.925540953 5.787321758 6.029443062 5.962534904 5.870678298 5.553437749 6.275316806 5.925160754 5.855688768
XRVDGNKRPOAQTN-FQEVSTJZSA-N Ozanimod CC(C)Oc1ccc(-c2nc(-c3cccc4c3CCC4NCCO)no2)cc1C#N 6.111160661 5.928319526 6.028460546 5.704300922 5.675624144 5.775498069 5.825651325 6.010504177 5.867471978 5.657565704 5.817272835 5.854711808
OEKXCVYZBVOWBR-BQYQJAHWSA-N MGB-BP-3 Cn1cc(NC(=O)c2cc(NC(=O)c3ccc(C=Cc4cnc5ccccc5c4)cc3)cn2C)cc1C(=O)NCCN1CCOCC1 6.032287527 5.833412017 5.715074022 5.756921627 5.85971715 5.81058831 6.056135754 5.805189596 5.891228772 5.778742957 5.853271633 5.853869942
WNJGLNJERJHPBY-XLPZGREQSA-P Phosphazid Cc1cn(C2CC(N=[N+]=[N-])C(CO[P+](=O)O)O2)c(=O)[nH]c1=O 5.928685309 5.870170547 5.937686425 5.795396979 5.895583178 5.806337841 5.783249825 5.814158514 5.637190911 5.965678512 5.94688159 5.852819966
HUADITLKOCMHSB-UHFFFAOYSA-N saperconazole CCC(C)n1ncn(-c2ccc(N3CCN(c4ccc(OCC5COC(Cn6cncn6)(c6ccc(F)cc6F)O5)cc4)CC3)cc2)c1=O 5.598836206 5.892870383 5.843899262 6.058507309 5.842882355 5.627534505 5.89406976 5.73771857 5.861256947 6.103015745 5.915324907 5.852355995
KTEIFNKAUNYNJU-GFCCVEGCSA-N Crizotinib CC(Oc1cc(-c2cnn(C3CCNCC3)c2)cnc1N)c1c(Cl)ccc(F)c1Cl 5.983047961 5.770384204 5.977271852 5.761361361 6.186611012 5.668622041 5.913298649 5.78082628 5.713812686 6.014352258 5.604340763 5.85217537
ZZWWXIBKLBMSCS-FQEVSTJZSA-N Firsocostat COc1ccccc1C(Cn1c(=O)n(C(C)(C)C(=O)O)c(=O)c2c(C)c(-c3ncco3)sc21)OC1CCOCC1 5.824891013 5.896130599 5.730190264 6.093666672 5.650063774 5.83947044 5.739749474 5.881820853 5.926576777 5.930907801 5.850666799 5.851284951
VGIQUSQBXZXBGW-UHFFFAOYSA-N SB-435495 CCN(CC)CCN(Cc1ccc(-c2ccc(C(F)(F)F)cc2)cc1)C(=O)Cn1cc(Cc2cnn(C)c2)c(=O)nc1SCc1ccc(F)cc1 5.593761207 5.89349645 5.921305875 6.031080231 5.745810479 5.881846605 5.969935499 5.931617242 5.931764292 5.79011617 5.663197368 5.850357402
NFEZZTICAUWDHU-RDTXWAMCSA-N Efinaconazole C=C1CCN(C(C)C(O)(Cn2cncn2)c2ccc(F)cc2F)CC1 5.893430548 5.96148878 5.674677595 6.007195016 5.975956697 5.862692979 5.917493477 5.698696293 5.70364672 5.831821611 5.819714303 5.849710365
RDALZZCKQFLGJP-UHFFFAOYSA-N CB-5083 Cc1cc2c(C(N)=O)cccc2n1-c1nc2c(c(NCc3ccccc3)n1)COCC2 5.783346021 5.895063142 5.626526473 5.904530859 5.901797298 5.906941067 6.041181181 5.93909342 5.644430851 6.036365646 5.651593895 5.848260896
IDUYJRXRDSPPRC-NRFANRHFSA-N Oteseconazole OC(Cn1cnnn1)(c1ccc(F)cc1F)C(F)(F)c1ccc(-c2ccc(OCC(F)(F)F)cc2)cn1 5.76881777 6.022691795 5.892390188 5.758032662 5.848959111 5.66519196 5.860066583 5.957495963 5.797100057 5.982377754 5.765161156 5.847116818
RXZBMPWDPOLZGW-XMRMVWPWSA-N roxithromycin CCC1OC(=O)C(C)C(OC2CC(C)(OC)C(O)C(C)O2)C(C)C(OC2OC(C)CC(N(C)C)C2O)C(C)(O)CC(C)C(=NOCOCCOC)C(C)C(O)C1(C)O 5.684587948 5.707138231 5.834066692 6.137783898 5.770166332 5.794190844 5.799999261 5.896219602 5.753946701 5.834762914 6.101316502 5.846743539
NCXMLFZGDNKEPB-FFPOYIOWSA-N Natamycin CC1CC=CC=CC=CC=CC(OC2OC(C)C(O)C(N)C2O)CC2OC(O)(CC(O)CC3OC3C=CC(=O)O1)CC(O)C2C(=O)O 5.691559778 5.885830621 5.825256338 5.799111941 5.676875915 5.767552523 6.005586153 5.828677176 5.888122844 5.821154885 6.120368775 5.84637245
JAYAGJDXJIDEKI-PTGWOZRBSA-N LANATOSIDE C CC(=O)OC1CC(OC2C(O)CC(OC3C(O)CC(OC4CCC5(C)C(CCC6C5CC(O)C5(C)C(C7=CC(=O)OC7)CCC65O)C4)OC3C)OC2C)OC(C)C1OC1OC(CO)C(O)C(O)C1O 5.662646985 5.841124871 5.943445611 5.700708564 5.788403375 5.696660452 5.673689276 6.027441126 5.744270175 6.268822908 5.955784031 5.845727034
FFTVPQUHLQBXQZ-KVUCHLLUSA-N Minocycline CN(C)c1ccc(O)c2c1CC1CC3C(N(C)C)C(=O)C(C(N)=O)=C(O)C3(O)C(=O)C1=C2O 5.744697874 5.877293769 6.023879615 5.774180735 5.930144174 5.8680725 5.833589749 5.606001668 5.988950679 5.807356139 5.845947682 5.845464962
HWGQMRYQVZSGDQ-HZPDHXFCSA-N BMN-673 Cn1ncnc1C1c2n[nH]c(=O)c3cc(F)cc(c23)NC1c1ccc(F)cc1 5.887814426 5.827549594 5.812017246 5.926775648 5.902508623 5.624014276 5.98017213 5.780871362 5.979719147 5.705774223 5.871518913 5.845339599
YANGEESWIGIKOP-UUWRZZSWSA-N GSK-1004723 O=c1c2ccccc2c(Cc2ccc(Cl)cc2)nn1CC1CCCN1CCCCc1ccc(OCCCN2CCCCCC2)cc1 5.958010266 6.019612479 5.819286786 5.754310704 6.115157143 5.907957634 5.630965978 5.831369174 5.700194598 5.742506242 5.805196449 5.844051587
HAVJATCHLFRDHY-KSZYUSJVSA-N Harringtonine COC(=O)CC(O)(CCC(C)(C)O)C(=O)OC1C(OC)=CC23CCCN2CCc2cc4c(cc2C13)OCO4 5.824669033 5.898636781 5.85105908 5.797042751 5.861589964 5.842093537 5.738798745 5.829079405 5.871414273 5.747929756 6.020491126 5.843891314
ZOCKGBMQLCSHFP-KQRAQHLDSA-N Valrubicin CCCCC(=O)OCC(=O)C1(O)Cc2c(O)c3c(c(O)c2C(OC2CC(NC(=O)C(F)(F)F)C(O)C(C)O2)C1)C(=O)c1c(OC)cccc1C3=O 5.805816987 5.626496127 5.704877286 5.88991275 5.992616324 5.992177012 5.833846185 5.802845704 5.961860996 5.6859171 5.983609173 5.843634149
XQFRJNBWHJMXHO-RRKCRQDMSA-N Idoxuridine O=c1[nH]c(=O)n(C2CC(O)C(CO)O2)cc1I 6.006839853 5.709057078 5.740547382 5.733040049 5.779105853 5.877990892 5.768374506 5.897457221 6.046268061 6.006540036 5.711270554 5.843317408
JTNIHNJCRCYZSU-IVZQSRNASA-N TAK 456 CC(N1CCN(c2ccc(-n3cnnn3)cc2)C1=O)C(O)(Cn1cncn1)c1ccc(F)cc1F 5.715670726 6.055760873 5.992299251 5.826993578 5.919776672 5.72717943 5.925153727 5.598227958 5.859874137 5.912206387 5.727841464 5.841907655
LVXJQMNHJWSHET-AATRIKPKSA-N Dacomitinib COc1cc2ncnc(Nc3ccc(F)c(Cl)c3)c2cc1NC(=O)C=CCN1CCCCC1 5.898344499 5.840745623 5.884807185 5.836590828 5.719829461 5.986250027 5.620051059 5.91665849 5.783228468 5.765917339 6.00213226 5.841323204
BTUDYMZUFKDIFZ-FHEMDEPNSA-N GS 3857 CCCCOC(=O)c1ccccc1OP1(=O)COC(Cn2ccc(N)nc2=O)CO1 5.820160724 5.396408433 6.120364513 5.915281126 5.741781149 5.821093245 5.740153213 5.800075196 5.897529659 5.900187739 6.088351436 5.840126039
HPIUHDCRVYDAEJ-UHFFFAOYSA-N PF-01247324 CNC(=O)c1ccc(-c2cc(Cl)cc(Cl)c2Cl)c(N)n1 5.859820276 5.805285855 5.84928117 5.594057347 5.88175932 5.837959926 5.955161375 6.015131134 6.064841354 5.708079646 5.667450816 5.839893474
SYYBDNPGDKKJDU-ZDUSSCGKSA-N rabusertib Cc1cnc(NC(=O)Nc2cc(Br)c(C)cc2OCC2CNCCO2)cn1 5.956976454 6.001275802 5.681375654 5.765023605 5.788735517 5.682854321 5.86237834 5.922853862 5.921199639 5.891767023 5.764298386 5.839885327
WZRFLSDVFPIXOV-LRQRDZAKSA-N GDC-0152 CNC(C)C(=O)NC(C(=O)N1CCCC1C(=O)Nc1snnc1-c1ccccc1)C1CCCCC1 5.634299251 5.877740622 6.034783832 5.745937497 5.967473019 5.699980249 5.764485935 6.020700188 5.995486806 5.693102654 5.798687583 5.839334331
HNTGDFCASLOZEZ-YDBSYXHISA-N M-83 COC12C(COC(N)=O)C3=C(C(=O)C(C)=C(Nc4ccc(O)cc4)C3=O)N1CC1NC12 5.661665155 5.892592951 5.719759214 5.807417005 5.921376925 5.781570214 5.923940929 5.698873056 5.912669093 6.046097788 5.865940389 5.839263884
DSLCRNMTGWECHB-AMHTUMDSSA-N AVE-6971 COc1ccc2nccc(C(O)CCC3CCN(CCSc4cccs4)CC3C(=O)O)c2c1 5.912681829 5.988696381 5.670354141 5.717127152 6.03145762 5.812576103 5.846589843 5.936532954 5.664028348 5.84724751 5.799733801 5.838820517
DUYJMQONPNNFPI-UHFFFAOYSA-N Osimertinib C=CC(=O)Nc1cc(Nc2nccc(-c3cn(C)c4ccccc34)n2)c(OC)cc1N(C)CCN(C)C 5.915512953 5.924325276 5.879913804 5.677306514 6.024358121 5.907476889 5.726376325 5.766639019 5.738232094 5.826864146 5.831772879 5.838070729
OCUQMWSIGPQEMX-UHFFFAOYSA-N BI-847325 CCNC(=O)C#Cc1ccc2c(C(=Nc3ccc(CN(C)C)cc3)c3ccccc3)c(O)[nH]c2c1 5.858332652 6.086437792 5.846824496 5.620343749 5.776588497 5.970904612 5.814949733 5.610864592 5.735369795 6.12785812 5.770201994 5.838061457
JYRHGXXQSIPDDP-IACUBPJLSA-N DK-507K COc1c(N2CC(N)C3(CC3)C2)c(F)cc2c(=O)c(C(=O)O)cn(C3CC3F)c12 5.824770515 5.856024934 5.74503038 5.845318684 5.790345281 5.782192401 6.009352621 5.834503584 5.724427809 5.917495091 5.879354581 5.83716508
ISJSHQTWOHGCMM-UHFFFAOYSA-N WX-UK1 CCOC(=O)N1CCN(C(=O)C(Cc2cccc(C(=N)N)c2)NS(=O)(=O)c2c(C(C)C)cc(C(C)C)cc2C(C)C)CC1 6.127750969 5.554597912 5.866748933 5.700829311 6.032854895 5.990625674 5.739901709 5.764632752 5.90046991 5.514381 5.994759626 5.835232063
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WUWFMDMBOJLQIV-UHFFFAOYSA-N Tosufloxacin NC1CCN(c2nc3c(cc2F)c(=O)c(C(=O)O)cn3-c2ccc(F)cc2F)C1 5.734249043 5.695344965 5.944700185 5.765359819 5.877218664 5.718384579 5.839008236 5.833369891 6.064554666 5.84363872 5.868269573 5.834918031
NOZIJMHMKORZBA-KJCUYJGMSA-N Lusutrombopag CCCCCCOC(C)c1cccc(-c2csc(NC(=O)c3cc(Cl)c(C=C(C)C(=O)O)c(Cl)c3)n2)c1OC 5.727258247 5.909116009 6.156969823 5.537694297 5.967110421 6.033430663 5.846236083 5.838484681 5.769141661 5.587612039 5.801005028 5.834005359
IGUBBWJDMLCRIK-UHFFFAOYSA-N PND-1186 CNC(=O)c1ccccc1Nc1cc(Nc2ccc(N3CCOCC3)cc2OC)ncc1C(F)(F)F 5.888817628 5.682867017 5.795255747 5.959670647 5.648481654 5.822172614 5.862962885 5.954070775 5.970551165 5.740133406 5.847529351 5.833864808
BHQCQFFYRZLCQQ-OELDTZBJSA-N Cholic acid CC(CCC(=O)O)C1CCC2C3C(O)CC4CC(O)CCC4(C)C3CC(O)C12C 6.013695815 5.574114306 5.753030043 6.045226782 5.732016411 5.990257096 5.734375567 5.915608807 5.694019739 5.816596852 5.871730948 5.830970215
MAFACRSJGNJHCF-UHFFFAOYSA-N 4SC-203 COc1ccc(C)cc1NC(=O)Nc1nc2ccc(Nc3ncnc4cc(OCCCN5CCN(C)CC5)c(OC)cc34)cc2s1 5.578555578 5.887459956 5.797555337 5.806156068 5.918947431 5.727654169 5.745864067 5.861008139 5.927267689 5.938526761 5.948425963 5.830674651
GMIZZEXBPRLVIV-SECBINFHSA-N SCH-900776 Cn1cc(-c2cnn3c(N)c(Br)c(C4CCCNC4)nc23)cn1 5.763612118 6.007415662 5.690718764 5.963886522 5.87397392 5.735483273 5.962922969 5.699961824 6.023294859 5.790025138 5.624787366 5.830552947
MPMZSZMDCRPSRF-UHFFFAOYSA-N Ro-24-4736 Cc1nnc2n1-c1sc(C#CCn3c(=O)c4ccccc4c4ccccc43)cc1C(c1ccccc1Cl)=NC2 5.661759515 5.943125574 6.013505957 5.806373402 5.789694228 5.827228509 5.866837862 5.735192324 5.738331331 5.890776551 5.853686581 5.829682894
TTZHDVOVKQGIBA-IQWMDFIBSA-N Sofosbuvir CC(C)OC(=O)C(C)NP(=O)(OCC1OC(n2ccc(=O)[nH]c2=O)C(C)(F)C1O)Oc1ccccc1 5.846485826 5.799765406 5.667001674 5.946718571 5.906316121 5.604588928 5.66307663 5.893154551 5.923501025 5.834188659 6.041156745 5.829632194
NPJIOCBFOAHEDO-AVWFULIKSA-N seglitide CC(C)C1NC(=O)C(CCCCN)NC(=O)C(Cc2c[nH]c3ccccc23)NC(=O)C(Cc2ccc(O)cc2)NC(=O)C(C)N(C)C(=O)C(Cc2ccccc2)NC1=O 5.914552169 5.963782008 5.957911702 5.912132721 5.537296987 5.883789252 5.751474742 5.74478343 5.658953077 5.824871144 5.975068407 5.829510513
MTJHLONVHHPNSI-IBGZPJMESA-N Lexibulin hydrochloride CCCC(Nc1nc(-c2ccc(NC(=O)NCC)c(OC)c2)ncc1C)c1cccnc1 5.969446188 5.648057912 5.766127298 5.841679614 5.742894503 5.896209474 5.740167796 5.628092638 5.955964559 5.799878436 6.131899374 5.82912889
RCSLUNOLLUVOOG-NSHDSACASA-N R-82913 CC(C)=CCN1Cc2cc(Cl)cc3[nH]c(=S)n(c23)CC1C 5.836414801 6.02015289 5.835512583 5.61215211 5.762817925 5.932473769 5.681243045 5.701084147 5.771734202 6.09906453 5.855681551 5.828030141
RKEWSXXUOLRFBX-UHFFFAOYSA-N Pimavanserin CC(C)COc1ccc(CNC(=O)N(Cc2ccc(F)cc2)C2CCN(C)CC2)cc1 5.796473858 5.737702289 5.74502949 5.83152543 5.86352475 5.5835096 5.816320007 6.074848761 6.035091727 5.898858064 5.701771743 5.825877793
RWEVIPRMPFNTLO-UHFFFAOYSA-N AZD8330 Cc1cc(C(=O)NOCCO)c(Nc2ccc(I)cc2F)n(C)c1=O 5.787806143 6.033677634 5.83488773 5.869877571 6.028405266 5.809498524 5.551549418 5.746485042 6.081584607 5.712181266 5.62279649 5.825340881
AYCPARAPKDAOEN-LJQANCHMSA-N PF-3758309 Cc1nc(Nc2n[nH]c3c2CN(C(=O)NC(CN(C)C)c2ccccc2)C3(C)C)c2sccc2n1 5.8435522 5.998203172 5.820536938 5.929928148 5.920751261 5.737114133 5.684534048 5.611664337 5.675615488 5.939164092 5.917247225 5.825301004
OJPLJFIFUQPSJR-INIZCTEOSA-N R-4733 CC(C)(C(=O)NCC(F)(F)C(F)(F)F)C(=O)NC1C(=O)Nc2ccccc2-c2ccccc21 6.050744228 5.814809246 6.249229748 5.656362101 5.695326808 5.709674757 5.948681547 5.589485753 5.927058846 5.60211525 5.834728427 5.825292428
AFYOQRIZFPJUAR-UBTCORFISA-N BC-3205 C=CC1(C)CC(OC(=O)CSC2CCCN(C(=O)C(N)C(C)C)C2)C2(C)C(C)CCC3(CCC(=O)C32)C(C)C1O 5.84298579 5.795770646 5.766874365 5.732129629 5.96362896 6.086092417 5.852597682 5.872705423 5.631530938 5.578762855 5.951982839 5.825005595
GMIZZEXBPRLVIV-UHFFFAOYSA-N MK 8776 Cn1cc(-c2cnn3c(N)c(Br)c(C4CCCNC4)nc23)cn1 5.827557009 5.731187981 5.952907591 5.712662637 5.862881102 5.849350826 5.815326959 5.736859993 5.929847253 5.822404267 5.825685971 5.824242872
MZDKLVOWGIOKTN-UHFFFAOYSA-N PF-562271 CN(c1ncccc1CNc1nc(Nc2ccc3c(c2)CC(=O)N3)ncc1C(F)(F)F)S(C)(=O)=O 5.684936359 5.847359508 6.020335494 5.63811625 5.804465199 5.829631195 5.710795476 5.902528683 5.815717796 5.88082955 5.926320525 5.823730548
AETHRPHBGJAIBT-UHFFFAOYSA-N Piraxostat CC(C)(C)COc1ccc(-n2cc(C(=O)O)cn2)cc1C#N 5.996747399 5.774758663 5.924608918 5.883093445 5.733169438 5.691615641 5.870034021 5.689208832 5.80015573 5.895627533 5.798922016 5.82344924
VGYFMXBACGZSIL-MCBHFWOFSA-N Pitavastatin O=C(O)CC(O)CC(O)C=Cc1c(C2CC2)nc2ccccc2c1-c1ccc(F)cc1 5.87286128 5.822004317 5.840507824 5.638565649 6.014317553 5.750954894 5.863382274 5.690867423 5.928293288 5.64345571 5.956093579 5.820118526
MMURVNDSFNJHAM-OWOJBTEDSA-N STILBAMIDINE N=C(N)c1ccc(C=Cc2ccc(C(=N)N)cc2)cc1 5.835085294 5.696628147 5.66908295 5.872458354 5.939300479 5.817713224 5.712845684 5.875319305 5.814595868 5.762564364 5.995701186 5.817390441
ZUQBAQVRAURMCL-CVRLYYSRSA-N DATHF Nc1nc2c(c(=O)[nH]1)CC(CCc1ccc(C(=O)NC(CCC(=O)O)C(=O)O)cc1)CN2 5.787306779 5.905801043 5.661649621 6.256646042 5.84228124 5.912070823 5.70052602 5.760465732 5.788243995 5.50859925 5.83627958 5.814533648
OHUHVTCQTUDPIJ-JYCIKRDWSA-N Ceralasertib CC1COCCN1c1cc(C2(S(C)(=N)=O)CC2)nc(-c2ccnc3[nH]ccc23)n1 5.696211486 5.839054076 5.693756913 5.772869815 5.836310547 5.876763908 5.905230467 5.808821707 5.857957212 5.927733495 5.727474529 5.812925832
JEGGQYICWGMXOZ-GMPMKFSHSA-N FCE-22250 COC1C=COC2(C)Oc3c(C)c(O)c4c(O)c(c(C=NN=CN5CCCCC5)c(O)c4c3C2=O)NC(=O)C(C)=CC=CC(C)C(O)C(C)C(O)C(C)C(OC(C)=O)C1C 5.469868942 5.850533217 5.975837986 5.796125916 6.009435304 5.924994341 5.864139303 5.653825933 5.962581015 5.847128635 5.578759655 5.812111841
ZQMXTDPQEHZTBG-FRIKZZABSA-N TD-2749 CC(=O)N1CCN(CCN2C3CCC2CC(NC(=O)c2nn(C(C)C)c4ccccc24)C3)CC1 5.85135304 5.778507538 5.865840538 5.751757952 5.487366184 5.724343732 5.824448787 5.784639711 5.917757098 5.920078582 6.019474954 5.811415283
DMQYDVBIPXAAJA-VHXPQNKSSA-N XL-999 CCN1CCC(Nc2ccc3c(c2)C(=C(c2cccc(F)c2)c2ncc(C)[nH]2)C(=O)N3)CC1 5.844487911 5.971561843 5.607764288 5.672732541 5.829862336 5.714580576 5.934489019 5.887771604 5.981589373 5.855386019 5.618587436 5.810801177
DFXFDNPRHWLXON-AANMMBORSA-N EP-51216 Cc1[nH]c2ccccc2c1CC(NC(=O)CCCN)C(=O)NC(Cc1c(C)[nH]c2ccccc12)C(=O)NC(Cc1c(C)[nH]c2ccccc12)C(=O)NC(CCCCN)C(N)=O 5.640953574 5.797237349 5.960193268 5.878570722 5.975408246 5.89293247 5.704948504 5.965839496 5.729688617 5.716430605 5.655608639 5.810710135
RVWNMGKSNGWLOL-GIIHNPQRSA-N Examorelin Cc1[nH]c2ccccc2c1CC(NC(=O)C(N)Cc1cnc[nH]1)C(=O)NC(C)C(=O)NC(Cc1c[nH]c2ccccc12)C(=O)NC(Cc1ccccc1)C(=O)NC(CCCCN)C(N)=O 6.01466746 5.569417159 5.866034681 5.64527118 5.727910238 5.670800595 5.918905933 5.655171788 5.920343722 6.011448574 5.916371086 5.810576583
RHRAMPXHWHSKQB-GGEUKFTFSA-N BETAMICIN CNC1C(O)C(OC2C(N)CC(N)C(OC3OC(CN)C(O)C(O)C3O)C2O)OCC1(C)O 5.749109816 5.76760005 5.942392106 5.744051246 5.73672838 5.859500889 6.02961335 5.677068198 5.706948352 5.994689459 5.708577086 5.810570812
VWMJHAFYPMOMGF-ZCFIWIBFSA-N MLN-2480 CC(NC(=O)c1ncnc(N)c1Cl)c1ncc(C(=O)Nc2cc(C(F)(F)F)c(Cl)cn2)s1 5.77366565 5.886264738 5.865897033 5.550214342 5.909934936 5.561366158 5.532305458 6.114579427 5.966579462 5.771344267 5.981775217 5.810356972
PGSRKJVMAOWDEC-SXOMAYOGSA-N MK-1597 COCCc1ccc(Cl)c(CN(C(=O)C2CNCCC2c2ccc(OCCOc3c(Cl)cc(C)cc3Cl)nc2)C2CC2)c1 5.479935309 6.064174205 5.920743958 5.995092203 5.759652228 5.712920814 5.712539742 5.892609396 5.722284796 5.823340936 5.816310261 5.809054895
FFRFGVHNKJYNOV-ZCIMLLHDSA-N Anhydrovinblastine CCC1=CC2CN(CCc3c([nH]c4ccccc34)C(C(=O)OC)(c3cc4c(cc3OC)N(C)C3C(O)(C(=O)OC)C(OC(C)=O)C5(CC)C=CCN6CCC43C65)C2)C1 5.911460888 5.645588219 5.865364134 6.067362246 5.719234425 6.13763214 5.496811283 5.662319701 5.733282172 5.883562623 5.776648595 5.809024221
ZCTJIMXXSXQXRI-KYJUHHDHSA-N THALIBLASTINE COc1cc(CC2c3cc(OC)c(OC)cc3CCN2C)c(Oc2cc3c(cc2OC)-c2c(OC)c(OC)cc4c2C(C3)N(C)CC4)cc1OC 6.006340833 5.780330694 5.733594426 5.606743483 5.826771533 5.58684915 5.718966613 6.115769734 6.016093362 5.918620068 5.583186408 5.808478755
MGGBYMDAPCCKCT-UHFFFAOYSA-N ASP-3026 COc1cc(N2CCC(N3CCN(C)CC3)CC2)ccc1Nc1ncnc(Nc2ccccc2S(=O)(=O)C(C)C)n1 5.856769939 5.967357205 5.991441633 5.558415351 5.667765875 5.760866686 6.050782394 5.885547715 5.604958609 5.83414409 5.708555484 5.80787318
UWXSAYUXVSFDBQ-CYBMUJFWSA-N ARRY-334543 CC1COC(Nc2ccc3ncnc(Nc4ccc(OCc5nccs5)c(Cl)c4)c3c2)=N1 5.855875211 6.051844253 5.5923303 5.6216717 5.585826781 5.5751221 6.023834306 5.708482783 6.029539689 6.097733487 5.743230141 5.807771887
BCGWQEUPMDMJNV-UHFFFAOYSA-N Imipramine CN(C)CCCN1c2ccccc2CCc2ccccc21 5.930631621 5.796754524 5.728182033 5.884619637 5.959660575 5.828992971 5.802337716 5.710645338 5.869890098 5.612039018 5.755062659 5.807165108
HNTGDFCASLOZEZ-PGDDNOQISA-N KW-2083 COC12C(COC(N)=O)C3=C(C(=O)C(C)=C(Nc4ccc(O)cc4)C3=O)N1CC1NC12 5.696772049 5.751187425 5.961004723 5.831285548 5.701423581 5.762307329 5.747744134 5.857274662 5.802950573 6.04357333 5.715879704 5.806491187
HPNSFSBZBAHARI-RUDMXATFSA-N Mycophenolic-acid COc1c(C)c2c(c(O)c1CC=C(C)CCC(=O)O)C(=O)OC2 5.863239496 5.915685835 5.608907566 5.794199269 5.727843939 5.83828223 5.808573761 5.868063515 5.719361291 5.769674713 5.949621151 5.805768433
GYCPCOJTCINIFZ-UHFFFAOYSA-N VX-944 CCC(CC#N)OC(=O)NC(C)c1cccc(NC(=O)Nc2ccc(-c3cnco3)c(OC)c2)c1 5.918077078 5.75093515 5.691501828 5.79553517 5.773743465 6.052257552 5.707956372 5.683363516 5.825400402 5.731225238 5.930839444 5.805530474
LUUMLYXKTPBTQR-UHFFFAOYSA-N CCX-140 Cc1cnc(C(=O)c2ncnc3[nH]ccc23)c(NS(=O)(=O)c2ccc(Cl)c(C(F)(F)F)c2)c1 5.874156666 5.647407296 5.806777219 5.849871083 5.904545811 5.786117112 5.780790481 5.930069591 5.664137153 5.967491652 5.638293288 5.804514305
HYFHYPWGAURHIV-JFIAXGOJSA-N Omacetaxine mepesuccinate COC(=O)CC(O)(CCCC(C)(C)O)C(=O)OC1C(OC)=CC23CCCN2CCc2cc4c(cc2C13)OCO4 5.97310226 5.824343673 5.742461672 5.567184508 5.851077596 5.779513872 5.671328367 5.880979294 5.854392078 5.735625547 5.956059114 5.803278907
URWAJWIAIPFPJE-YFMIWBNJSA-N SISOMICIN CNC1C(O)C(OC2C(N)CC(N)C(OC3OC(CN)=CCC3N)C2O)OCC1(C)O 5.696255156 5.997778632 5.947470733 5.79699686 5.740213171 5.878603343 5.781068973 5.648322664 5.63013357 6.074973828 5.615776805 5.80069034
LGFLRHWJJKLPCC-ZDUSSCGKSA-N 10-Deazaaminopterin Nc1nc(N)c2nc(CCc3ccc(C(=O)NC(CCC(=O)O)C(=O)O)cc3)cnc2n1 5.690882926 6.118731726 5.864223361 5.783182044 5.829031237 5.70742338 5.68617669 5.814177372 5.595667169 5.766675437 5.94769225 5.800351236
OHRURASPPZQGQM-GCCNXGTGSA-N Chromadax CC=C1NC(=O)C2CSSCCC=CC(CC(=O)NC(C(C)C)C(=O)N2)OC(=O)C(C(C)C)NC1=O 5.794080414 6.083337115 5.49494858 5.793525911 5.892680865 5.498598624 5.818628189 5.995662416 5.584939725 5.96651563 5.862590523 5.798682545
MJIALGDLOLWBRQ-MRVPVSSYSA-N ZK-304709 CC(CO)Nc1nc(Nc2ccc(S(N)(=O)=O)cc2)ncc1Br 5.927108053 5.689104569 5.790859282 5.706039685 5.552199701 6.031899945 5.761831829 5.965292432 5.646097031 5.815434179 5.898686971 5.798595789
LITNEAPWQHVPOK-FFSVYQOJSA-N Atizoram COc1ccc(C2CNC(=O)NC2)cc1OC1CC2CCC1C2 5.649031931 5.879036997 6.082729485 5.664774936 5.75049221 5.718805535 5.88263691 5.834136521 5.842865447 5.821093559 5.649140093 5.797703966
AYOUDDAETNMCBW-GSHUGGBRSA-N BMS-906024 CN1C(=O)C(NC(=O)C(CCC(F)(F)F)C(CCC(F)(F)F)C(N)=O)N=C(c2ccccc2)c2ccccc21 5.607154021 5.723550753 5.746360271 5.62573884 5.920690802 6.048854614 5.878410838 5.737709852 5.987934368 5.629964689 5.863136267 5.797227756
GZKLJWGUPQBVJQ-UHFFFAOYSA-N Sertindole O=C1NCCN1CCN1CCC(c2cn(-c3ccc(F)cc3)c3ccc(Cl)cc23)CC1 5.758914094 5.707963868 5.826291787 6.250434984 6.11402641 5.72578198 5.492754974 5.654484229 5.962460607 5.654938691 5.618247388 5.796936274
BYPIURIATSUHDW-UHFFFAOYSA-N Ibuproxam CC(C)Cc1ccc(C(C)C(=O)NO)cc1 5.810795719 5.860023498 5.728934392 5.73374774 5.819152291 5.925313192 5.692757434 5.918412814 5.71449642 5.72480597 5.798301254 5.793340066
NUZMJDHDPVKFJN-TYDXHICZSA-N F-14512 COc1cc(C2c3cc4c(cc3C(NC(=O)CNCCCNCCCCNCCCN)C3COC(=O)C23)OCO4)cc(OC)c1O 5.588686831 5.90278276 6.162332314 5.658566069 5.451783655 6.030205064 5.909936758 5.876857395 5.950885244 5.508855378 5.668110396 5.791727442
KTUFNOKKBVMGRW-UHFFFAOYSA-N Imatinib Cc1ccc(NC(=O)c2ccc(CN3CCN(C)CC3)cc2)cc1Nc1nccc(-c2cccnc2)n1 6.164609218 5.866485089 5.796565711 5.931291991 5.818678871 5.783184198 5.745305875 5.555109039 5.458477877 5.531220711 6.05722367 5.791650205
CTMCWCONSULRHO-UHQPFXKFSA-N Nemorubicin COc1cccc2c1C(=O)c1c(O)c3c(c(O)c1C2=O)CC(O)(C(=O)CO)CC3OC1CC(N2CCOC(OC)C2)C(O)C(C)O1 5.885689948 5.806081823 5.928616237 5.570583029 5.694603803 5.65603994 5.659858753 5.943108116 5.926915161 5.910294926 5.721381443 5.791197562
VHVPQPYKVGDNFY-UHFFFAOYSA-N Itraconazole CCC(C)n1ncn(-c2ccc(N3CCN(c4ccc(OCC5COC(Cn6cncn6)(c6ccc(Cl)cc6Cl)O5)cc4)CC3)cc2)c1=O 5.680162676 5.491449636 5.833348153 6.08198583 5.862157131 5.718753969 6.008200008 5.57105596 5.688236069 5.835573119 5.928923454 5.790895091
BXRLWGXPSRYJDZ-UHFFFAOYSA-N BCNA N#CCC(N)C(=O)O 5.842164214 5.819726298 5.550984922 5.856928113 6.124110606 5.748530815 5.939036281 5.759956492 5.807926357 5.564997035 5.679547595 5.790355339
SUDAHWBOROXANE-SECBINFHSA-N Mirdametinib O=C(NOCC(O)CO)c1ccc(F)c(F)c1Nc1ccc(I)cc1F 5.739359887 5.56275894 5.801138578 5.923645206 5.896519548 5.75157466 5.764577857 6.014777713 5.838373479 5.81622704 5.571236576 5.789108135
QXHHHPZILQDDPS-UHFFFAOYSA-N Tioconazole Clc1ccc(C(Cn2ccnc2)OCc2ccsc2Cl)c(Cl)c1 5.904570239 5.829434383 5.656194876 5.774375799 5.622491753 5.978455781 5.579750061 5.870429621 5.924120739 5.62799393 5.908095399 5.788719326
OHIUQAZROSYCMC-UHFFFAOYSA-N UK-500001 Cc1ccc(O)c(C(=O)NC2CCC(NC(=O)c3cc(F)cnc3Oc3ccc(F)c(F)c3)CC2)c1 5.847420591 5.657553563 5.901791464 5.551712742 5.636607141 5.872536091 5.875265057 6.156960502 5.68933412 5.653272029 5.80903809 5.786499217
DVNQWYLVSNPCJZ-UHFFFAOYSA-N PF-4191834 Cn1nccc1-c1ccc(Sc2cccc(C3(C(N)=O)CCOCC3)c2)cc1 5.68925172 5.587813348 5.931065182 5.763474395 5.831798539 5.873178917 5.809813362 5.713555421 5.690545867 5.79901418 5.960661316 5.786379295
IYJMSDVSVHDVGT-PEQKVOOWSA-N Metildigoxin COC1C(O)CC(OC2C(O)CC(OC3C(O)CC(OC4CCC5(C)C(CCC6C5CC(O)C5(C)C(C7=CC(=O)OC7)CCC65O)C4)OC3C)OC2C)OC1C 5.339540523 6.207329259 5.678631885 5.520253473 5.858381155 6.03446375 5.729853518 5.991663276 5.812482867 5.646085468 5.824033696 5.785701715
WDZCUPBHRAEYDL-GZAUEHORSA-N Rifapentine COC1C=COC2(C)Oc3c(C)c(O)c4c(O)c(c(C=NN5CCN(C6CCCC6)CC5)c(O)c4c3C2=O)NC(=O)C(C)=CC=CC(C)C(O)C(C)C(O)C(C)C(OC(C)=O)C1C 5.722552504 5.77388573 5.678298194 5.283224896 6.044438429 5.821658314 5.986629422 5.905826926 5.853408575 5.79656678 5.771360175 5.785259086
DZMVCVMFETWNIU-LDYMZIIASA-N CEFTEZOLE O=C(Cn1cnnn1)NC1C(=O)N2C(C(=O)O)=C(CSc3nncs3)CSC12 5.936909089 5.539382585 5.939676885 5.767873084 5.90035605 5.596544904 5.891692839 5.770336252 5.744960295 5.706054249 5.836030119 5.784528759
WINHZLLDWRZWRT-ATVHPVEESA-N Sunitinib CCN(CC)CCNC(=O)c1c(C)[nH]c(C=C2C(=O)Nc3ccc(F)cc32)c1C 5.91244201 5.55181255 5.852259639 5.838919873 5.794708912 5.803073744 5.792936965 5.573721635 5.777500266 5.813406911 5.89770304 5.782589595
WLOHNSSYAXHWNR-DWIOZXRMSA-N DIRITHROMYCIN CCC1OC(=O)C(C)C(OC2CC(C)(OC)C(O)C(C)O2)C(C)C(OC2OC(C)CC(N(C)C)C2O)C(C)(O)CC(C)C2NC(COCCOC)OC(C2C)C1(C)O 5.988570007 5.838707665 5.646651176 5.662399244 5.800752637 5.763959735 5.656249212 5.777639919 5.886831615 5.689925847 5.883403024 5.781371826
QCDFBFJGMNKBDO-UHFFFAOYSA-N Clioquinol Oc1c(I)cc(Cl)c2cccnc12 5.794209861 5.942387737 5.722247889 5.835312943 5.729706043 5.872534247 5.636967982 5.86074998 5.670065134 5.737340768 5.789668809 5.781017399
WDPFJWLDPVQCAJ-UHFFFAOYSA-N Darapladib CCN(CC)CCN(Cc1ccc(-c2ccc(C(F)(F)F)cc2)cc1)C(=O)Cn1c(SCc2ccc(F)cc2)nc(=O)c2c1CCC2 5.879147448 5.51976344 5.590361189 5.67311159 5.645615299 5.906460012 5.763662531 5.940519465 5.97483737 5.961474432 5.734076022 5.7808208
XPIJWUTXQAGSLK-UHFFFAOYSA-N Ozenoxacin CNc1ncc(-c2ccc3c(=O)c(C(=O)O)cn(C4CC4)c3c2C)cc1C 5.570626073 5.688889087 5.818296069 5.828910569 5.763973877 5.701612334 5.871649154 5.740445695 5.666682842 5.850826619 6.085748782 5.780696464
PJFQWSNOXLEDDZ-OOJLDXBWSA-N VX-148 CCC(CC#N)OC(=O)NC(C)c1cccc(NC(=O)Nc2ccc(C#N)c(OC)c2)c1 5.680182934 5.695980834 5.669202576 5.940219305 5.822595752 5.717694911 5.672916466 5.91999311 5.765307514 5.829219528 5.87365661 5.780633595
NAMOLZVVTPNNTE-UHFFFAOYSA-N Win-33377 CCN(CC)CCNc1ccc(CNS(C)(=O)=O)c2sc3ccccc3c(=O)c12 5.687039881 5.822557856 5.820755708 5.78253489 5.688420937 5.77565624 5.653999451 5.7726099 5.611881208 6.006766276 5.950887847 5.779373654
BLUAFEHZUWYNDE-NNWCWBAJSA-N ARTEMISININ CC1CCC2C(C)C(=O)OC3OC4(C)CCC1C32OO4 5.743765411 5.613143411 5.995775164 5.763747445 5.521711955 5.895351212 5.749536801 5.947749342 6.009764235 5.636284609 5.695821817 5.779331946
YVPGZQLRPAGKLA-UHFFFAOYSA-N N-6022 Cc1cc(C(N)=O)ccc1-n1c(CCC(=O)O)ccc1-c1ccc(-n2ccnc2)cc1 5.641139826 5.681610005 5.858834301 5.699573477 5.78079775 5.893845293 5.682629937 5.780460415 5.868563368 5.841194966 5.836175428 5.778620433
RVTSXVZXEGFIPW-UHFFFAOYSA-N PF-05241328 Cc1nn(-c2cnc(OCC(C)C)c(Cl)c2)c2ccc(C(=O)NS(C)(=O)=O)cc12 5.632817147 5.792460579 5.995913982 5.791236074 5.712941794 5.570357583 5.380580408 6.053323842 5.900718437 5.89231948 5.842146164 5.77861959
MUOKSQABCJCOPU-UHFFFAOYSA-N Silmitasertib O=C(O)c1ccc2c(c1)nc(Nc1cccc(Cl)c1)c1ccncc12 5.583808074 6.016475876 5.775387795 5.8282733 5.876697174 6.020371645 5.580272862 5.686440981 5.761434131 5.626943721 5.804236111 5.778212879
ULGZDMOVFRHVEP-RWJQBGPGSA-N Erythromycin CCC1OC(=O)C(C)C(OC2CC(C)(OC)C(O)C(C)O2)C(C)C(OC2OC(C)CC(N(C)C)C2O)C(C)(O)CC(C)C(=O)C(C)C(O)C1(C)O 5.815576333 5.565970646 5.695085797 5.773719106 5.976701045 5.872003882 5.79598824 5.549884604 5.782187876 5.619794836 6.113367684 5.778207277
SUPVGFZUWFMATN-UHFFFAOYSA-N PU-H71 CC(C)NCCCn1c(Sc2cc3c(cc2I)OCO3)nc2c(N)ncnc21 5.892943359 5.623440035 5.694136511 5.625306773 5.930609085 5.663650646 5.828932192 5.639865271 5.801280923 5.880576215 5.978007487 5.778068045
CDOOFZZILLRUQH-GDLZYMKVSA-N GDC-0834 Cc1c(NC(=O)c2cc3c(s2)CCCC3)cccc1-c1cn(C)c(=O)c(Nc2ccc(C3C(=O)N(C)CCN3C)cc2)n1 5.866880901 5.560285699 5.883236155 5.767017846 5.842944524 5.611290886 5.741122063 6.106833589 5.438539336 5.871547327 5.867155652 5.777895816
LCVIRAZGMYMNNT-UHFFFAOYSA-N MK-5108 O=C(O)C1(Cc2cccc(Nc3nccs3)n2)CCC(Oc2cccc(Cl)c2F)CC1 5.714009272 6.038257663 5.656082654 5.96403106 5.681798749 5.614897801 5.931087139 5.669094405 5.591108684 5.770074656 5.92554891 5.777817363
DZZWHBIBMUVIIW-DTORHVGOSA-N Sparfloxacin CC1CN(c2c(F)c(N)c3c(=O)c(C(=O)O)cn(C4CC4)c3c2F)CC(C)N1 5.815961947 5.66144475 5.856305032 5.638545796 5.83608461 5.659370626 6.044624938 5.884460806 5.809215166 5.557336202 5.784763362 5.777101203
SNUDIPVBUUXCDG-QHSBEEBCSA-N Tebipenem pivoxil CC(O)C1C(=O)N2C(C(=O)OCOC(=O)C(C)(C)C)=C(SC3CN(C4=NCCS4)C3)C(C)C12 5.586226882 6.071913417 5.565060162 5.659194497 5.721359967 5.744616774 5.7665457 5.877288483 5.78840905 5.883542822 5.878941754 5.77664541
ODKNJVUHOIMIIZ-RRKCRQDMSA-N Floxuridine O=c1[nH]c(=O)n(C2CC(O)C(CO)O2)cc1F 5.721170584 5.530826412 5.967831379 5.8340479 6.001033906 5.597311685 5.982889538 5.756464447 5.602561736 5.755581521 5.78929807 5.776274289
LACIBZRFAYFTOV-UHFFFAOYSA-N FK-143 CC(C)Cc1ccc(C(Nc2cccc(C(=O)c3cn(CCCC(=O)O)c4ccccc34)c2)c2ccc(CC(C)C)cc2)cc1 5.860417301 5.683626007 5.52059342 5.907648751 5.684439877 5.748031604 5.977613499 5.905725348 5.714500107 5.833642715 5.692550729 5.775344487
AQLVRTWKJDTWQQ-SDBHATRESA-N Trabodenoson O=[N+]([O-])OCC1OC(n2cnc3c(NC4CCCC4)ncnc32)C(O)C1O 5.792681056 5.838405986 5.731936714 5.691171326 5.913205193 5.634184638 5.829161558 5.764959209 5.888143183 5.716393804 5.722689144 5.774811983
XVAPNQFQPDAROQ-CAPSWCROSA-N LANATOSIDE B CC(=O)OC1CC(OC2C(O)CC(OC3C(O)CC(OC4CCC5(C)C(CCC6C5CCC5(C)C(C7=CC(=O)OC7)C(O)CC65O)C4)OC3C)OC2C)OC(C)C1OC1OC(CO)C(O)C(O)C1O 5.921435607 5.714630756 5.727177066 5.932417305 5.796915192 6.295785496 5.565847829 5.487374434 5.602699162 5.60845067 5.852757164 5.773226426
ORDHXXHTBUZRCN-NTEUORMPSA-N Mavatrep CC(C)(O)c1ccccc1-c1ccc2nc(C=Cc3ccc(C(F)(F)F)cc3)[nH]c2c1 5.740356931 6.144593232 5.676404862 5.905308004 5.611065288 5.58992479 5.567445112 6.0242801 5.650080591 5.714016606 5.86748992 5.771905949
XFALPSLJIHVRKE-GFCCVEGCSA-N Tedizolid Cn1nnc(-c2ccc(-c3ccc(N4CC(CO)OC4=O)cc3F)cn2)n1 5.913128674 5.55475247 5.700708298 5.843954226 5.75022114 5.739182129 5.991812805 5.722713138 5.769582045 5.786529048 5.712584607 5.771378962
HKVAMNSJSFKALM-GKUWKFKPSA-N Everolimus COC1CC2CCC(C)C(O)(O2)C(=O)C(=O)N2CCCCC2C(=O)OC(C(C)CC2CCC(OCCO)C(OC)C2)CC(=O)C(C)C=C(C)C(O)C(OC)C(=O)C(C)CC(C)C=CC=CC=C1C 5.633873623 6.005136158 5.655092024 6.079442372 5.789256537 5.665766825 5.743311142 5.829639395 5.494391272 5.577272881 6.007316441 5.770954425
GBBJCSTXCAQSSJ-JVZYCSMKSA-N FMAU Cc1cn(C2OC(CO)C(O)C2F)c(=O)[nH]c1=O 5.567963558 5.776306051 5.965330454 5.805661853 5.7327353 5.908231242 5.875162136 5.869631991 5.762260623 5.561401372 5.642571563 5.769750558
MWOPHYKKEDTKAZ-HKBQPEDESA-N DELIMOTECAN CCc1c2c(nc3ccc(OCCCNC(=O)CNC(=O)CNC(=O)CN)cc13)-c1cc3c(c(=O)n1C2)COC(=O)C3(O)CC 5.766559854 5.787660679 5.734667514 5.814499937 5.538006124 5.684053963 5.916685617 5.711409983 6.050472459 5.549922739 5.909390787 5.769393605
GYCPCOJTCINIFZ-OXJNMPFZSA-N AVN-944 CCC(CC#N)OC(=O)NC(C)c1cccc(NC(=O)Nc2ccc(-c3cnco3)c(OC)c2)c1 6.023252761 5.662196756 5.731230777 5.622426594 5.765165369 5.823768606 5.638809939 5.632055943 5.773058372 5.787903784 5.999244019 5.769010266
YULUCECVQOCQFQ-UHFFFAOYSA-N OSU-03012 NCC(=O)Nc1ccc(-n2nc(C(F)(F)F)cc2-c2ccc3c(ccc4ccccc43)c2)cc1 5.58873385 5.662259012 5.605888229 5.798099186 5.98080397 5.841537612 5.681858797 5.836608936 5.900878023 5.911476158 5.648660629 5.7688004
DJUFPMUQJKWIJB-UHFFFAOYSA-N Pyronaridine COc1ccc2nc3cc(Cl)ccc3c(Nc3cc(CN4CCCC4)c(O)c(CN4CCCC4)c3)c2n1 5.725210151 5.823389758 5.779666461 5.876145465 5.665442217 5.786109968 5.997080934 5.957265048 5.599602774 5.609445264 5.634158295 5.768501485
PBCZSGKMGDDXIJ-HQCWYSJUSA-N 7-Hydroxystaurosporine CNC1CC2OC(C)(C1OC)n1c3ccccc3c3c4c(c5c6ccccc6n2c5c31)C(=O)NC4O 5.618377843 5.623747445 6.059290062 5.967379136 5.660894254 5.724585923 6.007228376 5.799503486 5.52041724 5.772440193 5.699211496 5.768461405
APQPVVOYBLOJDY-UHFFFAOYSA-N 7-Methoxytacrine COc1ccc2nc3c(c(N)c2c1)CCCC3 5.580802367 5.830946029 5.954515866 5.866931311 5.734768334 5.997861899 5.7156474 5.643956383 5.756720906 5.62239946 5.744887569 5.768130684
ABQYZRZVRIPTPI-UHFFFAOYSA-N Miloxacin COn1cc(C(=O)O)c(=O)c2cc3c(cc21)OCO3 5.60550892 5.757049787 6.102801013 5.60579545 5.660218869 5.781728045 5.721698659 5.782607708 5.8398442 5.871589562 5.71171147 5.767323062
OHUCIUMMEAYVKS-UHFFFAOYSA-N CRA-026440 CN(C)CCOc1ccc2[nH]c(C(=O)NCC#Cc3ccc(C(=O)NO)cc3)cc2c1 5.711840432 5.622954363 5.863931837 5.946193972 5.92358734 5.824936754 5.596961583 5.728596893 5.620783275 6.054625957 5.541232648 5.766876823
RYBOXBBYCVOYNO-UHFFFAOYSA-N SAX-187 NCCc1cn(S(=O)(=O)c2c(Cl)nc3sccn23)c2ccccc12 5.8983446 5.715344929 5.80241704 5.552785732 5.855481773 5.65330717 5.734103054 5.771795023 5.871188674 5.914864597 5.662263581 5.766536016
ZUQBAQVRAURMCL-DOMZBBRYSA-N lometrexol Nc1nc2c(c(=O)[nH]1)CC(CCc1ccc(C(=O)NC(CCC(=O)O)C(=O)O)cc1)CN2 5.663780787 5.530494545 5.739233952 6.191934318 5.875249121 5.732076349 5.849726632 5.59483689 5.682211311 5.925923886 5.644289479 5.76634157
JFIOVJDNOJYLKP-UHFFFAOYSA-N Bithionol Oc1c(Cl)cc(Cl)cc1Sc1cc(Cl)cc(Cl)c1O 5.771668134 5.717722731 5.62671549 5.778029899 5.740318662 5.748081347 5.721219198 5.839007899 5.651774721 5.952489691 5.87930344 5.76603011
IHIUGIVXARLYHP-UXNJHFGPSA-N evacetrapib Cc1cc(C)c2c(c1)C(N(Cc1cc(C(F)(F)F)cc(C(F)(F)F)c1)c1nnn(C)n1)CCCN2CC1CCC(C(=O)O)CC1 5.685323095 5.91154278 5.868509338 5.70248373 5.746845435 5.994007825 5.713252671 5.900207566 5.620980852 5.607981092 5.672843134 5.765816138
HUXYBQXJVXOMKX-UHFFFAOYSA-N PHA-793887 CC(C)CC(=O)Nc1n[nH]c2c1CN(C(=O)C1CCN(C)CC1)C2(C)C 5.730046278 5.860512212 5.562231664 5.773019468 5.97205146 5.912078472 5.780757794 5.756673108 5.804222007 5.715682643 5.554798878 5.765643089
XEEQGYMUWCZPDN-UHFFFAOYSA-N Mefloquine OC(c1cc(C(F)(F)F)nc2c(C(F)(F)F)cccc12)C1CCCCN1 5.728497649 5.952621984 5.640688381 5.807986552 5.791145641 5.747320424 5.795125384 5.84892381 5.658578132 5.795562864 5.646386157 5.764803362
LSHVYAFMTMFKBA-TZIWHRDSSA-N (-)-Epicatechin gallate O=C(OC1Cc2c(O)cc(O)cc2OC1c1ccc(O)c(O)c1)c1cc(O)c(O)c(O)c1 5.664116738 5.728956931 5.737137829 5.817800813 5.696881374 5.770709212 5.99612794 5.785608939 5.871330402 5.761747168 5.580774155 5.764653773
SKYPQEVVXGJKIJ-NSHDSACASA-N BMY-43748 Cc1c(F)c(N2CCC(N)C2)nc2c1c(=O)c(C(=O)O)cn2-c1ccc(F)cc1F 5.668394896 5.792844315 5.779148121 5.873187894 5.79882801 5.764585343 5.622135178 5.692936709 5.642619687 5.941503338 5.816224979 5.762946224
GWFOVSGRNGAGDL-FSDSQADBSA-N Lobucavir Nc1nc2c(ncn2C2CC(CO)C2CO)c(=O)[nH]1 5.900848989 5.620820981 5.710067143 5.848699386 5.685387236 5.679189063 5.701171079 5.881122675 5.956031453 5.58899906 5.814708784 5.762458714
RVFGKBWWUQOIOU-NDEPHWFRSA-N Lurtotecan CCC1(O)C(=O)OCc2c1cc1n(c2=O)Cc2c-1nc1cc3c(cc1c2CN1CCN(C)CC1)OCCO3 5.86241726 5.96686763 5.752590282 5.746368091 5.784623716 5.70828337 5.68442551 5.629851495 5.791207084 5.81638756 5.626842812 5.760896801
KRTIYQIPSAGSBP-KLAILNCOSA-N Linrodostat CC(C(=O)Nc1ccc(Cl)cc1)C1CCC(c2ccnc3ccc(F)cc23)CC1 5.504350923 5.672089133 5.751741206 5.95878944 5.811013873 5.987739877 5.928628723 5.767226227 5.816896012 5.646527279 5.518318869 5.76030196
UXXQOJXBIDBUAC-UHFFFAOYSA-N Tandutinib COc1cc2c(N3CCN(C(=O)Nc4ccc(OC(C)C)cc4)CC3)ncnc2cc1OCCCN1CCCCC1 5.78103678 5.838668613 5.787702536 5.612926332 5.632391445 5.681571154 5.872660707 5.610906311 5.963004472 5.782576318 5.799699798 5.76028586
OBATZBGFDSVCJD-LALPQLPRSA-N DESLANOSIDE CC1OC(OC2CCC3(C)C(CCC4C3CC(O)C3(C)C(C5=CC(=O)OC5)CCC43O)C2)CC(O)C1OC1CC(O)C(OC2CC(O)C(OC3OC(CO)C(O)C(O)C3O)C(C)O2)C(C)O1 5.727465615 5.614435677 5.680773632 5.704660191 5.944631616 5.571715523 5.568523786 5.838883545 5.858890916 5.753818454 6.09902117 5.760256375
CDKNUFNIFGPFSF-AYVLZSQQSA-N butixocort propionate CCCC(=O)OC1(C(=O)CSC(=O)CC)CCC2C3CCC4=CC(=O)CCC4(C)C3C(O)CC21C 5.780562299 5.789786087 5.581640812 5.890018734 5.645277211 5.638714182 5.709952383 5.875743863 5.76378457 5.896148962 5.790021467 5.760150052
GPKJTRJOBQGKQK-UHFFFAOYSA-N QUINACRINE CCN(CC)CCCC(C)Nc1c2ccc(Cl)cc2nc2ccc(OC)cc12 5.950158518 5.872566905 5.539679755 5.681524654 6.149481791 5.657737066 5.821053702 5.527663958 5.626806991 5.711406229 5.823509925 5.760144499
AZSNMRSAGSSBNP-XPNPUAGNSA-N Ivermectin CCC(C)C1OC2(CCC1C)CC1CC(CC=C(C)C(OC3CC(OC)C(OC4CC(OC)C(O)C(C)O4)C(C)O3)C(C)C=CC=C3COC4C(O)C(C)=CC(C(=O)O1)C34O)O2 5.723440598 5.634836434 5.962292457 5.782693268 5.982513069 5.850396805 5.733147371 5.657233946 5.694165726 5.783318301 5.554600532 5.759876228
NRUKOCRGYNPUPR-QBPJDGROSA-N teniposide COc1cc(C2c3cc4c(cc3C(OC3OC5COC(c6cccs6)OC5C(O)C3O)C3COC(=O)C23)OCO4)cc(OC)c1O 5.912048844 5.417364456 5.796899718 5.451389142 5.816067444 5.754213938 5.957783473 5.690829441 5.883099089 6.065859893 5.610266389 5.759620166
JYIUNVOCEFIUIU-GHMZBOCLSA-N Mavelertinib C=CC(=O)NC1CN(c2nc(Nc3cn(C)nc3OC)c3ncn(C)c3n2)CC1F 5.653844808 5.805136673 5.667472046 5.768182559 5.833673556 5.833119217 5.627193628 5.731271 5.743104601 5.833996059 5.858073993 5.759551649
STZYTFJPGGDRJD-FJJJPKKESA-N RETAPAMULIN C=CC1(C)CC(OC(=O)CSC2CC3CCC(C2)N3C)C2(C)C(C)CCC3(CCC(=O)C32)C(C)C1O 5.740881671 5.690237112 5.92788605 5.97523913 5.687497975 5.795299122 5.927837447 5.53891403 5.654855623 5.551351089 5.858266079 5.758933212
XMAYWYJOQHXEEK-OZXSUGGESA-N KETOCONAZOLE CC(=O)N1CCN(c2ccc(OCC3COC(Cn4ccnc4)(c4ccc(Cl)cc4Cl)O3)cc2)CC1 5.811516514 5.828957247 5.627171178 5.556172838 5.852918997 5.671658799 5.635001895 5.709679275 5.784868374 5.873056907 5.970053561 5.756459599
NSYZCCDSJNWWJL-YXOIYICCSA-N ERYTHROMYCIN ETHYL SUCCINATE CCOC(=O)CCC(=O)OC1C(OC2C(C)C(OC3CC(C)(OC)C(O)C(C)O3)C(C)C(=O)OC(CC)C(C)(O)C(O)C(C)C(=O)C(C)CC2(C)O)OC(C)CC1N(C)C 5.6858908 5.456284955 5.916669702 5.662543864 6.167071444 5.650153571 5.71000862 5.50105166 6.006535308 5.840053129 5.724633307 5.756445124
JWLGQCCDUJFFDB-ASDXVTRWSA-N BB 1101 C=CCC(C(=O)NO)C(C(=O)NC(Cc1ccccc1)C(=O)NC)C(C)CC 5.5969767 5.886787232 5.600476741 5.690166337 5.801718736 5.749442092 5.934402884 5.830770105 5.631000024 5.949510692 5.637397192 5.755331703
KMSKQZKKOZQFFG-HSUXVGOQSA-N Pirarubicin COc1cccc2c1C(=O)c1c(O)c3c(c(O)c1C2=O)CC(O)(C(=O)CO)CC3OC1CC(N)C(OC2CCCCO2)C(C)O1 5.610637485 5.919520802 5.93932116 5.864262513 5.732917341 5.545617408 5.949779595 5.736177425 5.910564293 5.732494425 5.359098099 5.754580959
FIMYFEGKMOCQKT-UHFFFAOYSA-N CH-4987655 O=C(NOCCO)c1cc(CN2OCCCC2=O)c(F)c(F)c1Nc1ccc(I)cc1F 5.660715693 5.668587278 5.941466923 5.603665663 5.923721081 5.714761154 5.422546565 5.837915958 6.022503706 5.710927209 5.790806353 5.754328871
KAZMQKPLIPWQNO-UHFFFAOYSA-N BIRB-1017 Cc1ccc(-n2nc(C(C)(C)C)cc2NC(=O)Nc2ccc(-c3ccc(CN4CCOCC4)nc3)c3ccccc23)cc1 5.437093915 5.961264239 5.699455288 5.665593691 5.597248155 5.820881232 5.873386184 5.936094284 5.784320852 5.783877796 5.727160728 5.753306942
WXUUCRLKXQMWRY-UHFFFAOYSA-N PKI-179 O=C(Nc1ccncc1)Nc1ccc(-c2nc(N3CCOCC3)nc(N3C4CCC3COC4)n2)cc1 5.773320583 5.63509053 5.829077115 5.606138124 5.661119104 5.819261226 5.758757218 5.99114738 5.731195577 5.849597955 5.628820851 5.753047788
IKKXOSBHLYMWAE-QRPMWFLTSA-N Islatravir C#CC1(CO)OC(n2cnc3c(N)nc(F)nc32)CC1O 5.871740877 5.721568831 5.77766484 5.755943682 5.785227337 5.651443796 5.843280829 5.691953733 5.619924633 5.778463969 5.778211563 5.752311281
GCWIQUVXWZWCLE-INIZCTEOSA-N CPI-0610 Cc1noc2c1-c1ccccc1C(c1ccc(Cl)cc1)=NC2CC(N)=O 5.941502627 5.643979637 5.932186824 5.688289278 5.975839983 5.607983731 5.547534709 5.698624555 5.717823777 5.96167396 5.55918115 5.752238203
WMBWREPUVVBILR-WIYYLYMNSA-N (-)-Epigallocatechin gallate O=C(OC1Cc2c(O)cc(O)cc2OC1c1cc(O)c(O)c(O)c1)c1cc(O)c(O)c(O)c1 5.885560079 5.913414355 5.677400129 5.710221473 5.744446442 5.686639964 5.647220531 5.62063255 6.013668626 5.770853193 5.58862485 5.75078929
PKCDDUHJAFVJJB-UHFFFAOYSA-N Linsitinib CC1(O)CC(c2nc(-c3ccc4ccc(-c5ccccc5)nc4c3)c3c(N)nccn23)C1 5.690344319 5.454890481 5.695602577 5.70880147 5.869758533 5.68732814 5.93858139 5.913003449 5.857131158 5.566829358 5.861528024 5.749436264
XZAFZXJXZHRNAQ-STQMWFEESA-N Vosaroxin CNC1CN(c2ccc3c(=O)c(C(=O)O)cn(-c4nccs4)c3n2)CC1OC 5.599955813 5.744587413 5.618977476 6.022150747 5.622399732 5.924864928 5.709810324 5.650572992 5.830375143 5.879602786 5.625009425 5.748027889
YNCLPFSAZFGQCD-UHFFFAOYSA-N PICLOXYDINE NC(=Nc1ccc(Cl)cc1)N=C(N)N1CCN(C(N)=NC(N)=Nc2ccc(Cl)cc2)CC1 5.913714982 5.753636986 5.810124824 5.817340473 5.679872026 5.636603581 5.861704589 5.678535879 5.595158279 5.789281184 5.689674672 5.747786134
UREBDLICKHMUKA-CXSFZGCWSA-N Dexamethasone CC1CC2C3CCC4=CC(=O)C=CC4(C)C3(F)C(O)CC2(C)C1(O)C(=O)CO 5.744227889 5.887264844 5.720216749 5.632422518 5.790639133 5.671147873 5.769097173 5.869835744 5.648664307 5.864457629 5.604058653 5.745639319
IPVFGAYTKQKGBM-GDBQBOEPSA-N [124I]FIAU O=c1[nH]c(=O)n(C2OC(CO)C(O)C2F)cc1I 5.531320691 5.867193725 5.779401164 5.539515781 5.722199284 5.947810253 5.790984566 5.653450415 5.810184665 5.770865159 5.779421609 5.744758846
BKVIWGRFRKLFIO-UHFFFAOYSA-N RS 39604 COc1cc(COc2cc(N)c(Cl)cc2C(=O)CCC2CCN(CCNS(C)(=O)=O)CC2)cc(OC)c1 5.585938607 5.770459184 5.943328002 5.605038248 5.509888325 5.466525192 5.781273383 5.893542349 5.776859325 5.950794127 5.905537373 5.744471283
NQPDXQQQCQDHHW-UHFFFAOYSA-N Triclabendazole CSc1nc2cc(Oc3cccc(Cl)c3Cl)c(Cl)cc2[nH]1 5.858491753 5.316612422 5.861986053 5.515579417 5.803289721 6.075556897 5.931399903 5.881842046 5.58521014 5.692118122 5.666702223 5.744435336
HUNGUWOZPQBXGX-UHFFFAOYSA-N Tirbanibulin O=C(Cc1ccc(-c2ccc(OCCN3CCOCC3)cc2)cn1)NCc1ccccc1 5.972693598 5.867708989 5.712184224 5.58575445 5.677100923 5.822315243 5.740851186 5.815418761 5.590437504 5.651170832 5.742320552 5.743450569
DSDNAKHZNJAGHN-MXTYGGKSSA-N RESINIFERATOXIN C=C(C)C12CC(C)C34OC(Cc5ccccc5)(OC1C3C=C(COC(=O)Cc1ccc(O)c(OC)c1)CC1(O)C(=O)C(C)=CC14)O2 5.847626603 5.784118415 5.631078285 5.80305154 5.734452556 5.799880368 5.543719381 5.885139047 5.868935436 5.501400507 5.775968516 5.743215514
PAVKBQLPQCDVNI-UHFFFAOYSA-N Retelliptine CCN(CC)CCCNc1nccc2c(C)c3[nH]c4ccc(OC)cc4c3c(C)c12 5.562400376 5.813139461 5.8817353 5.66827708 5.625141476 5.779776391 5.753685458 5.862674469 5.63413217 5.638848708 5.947047745 5.742441694
FABUFPQFXZVHFB-PVYNADRNSA-N Ixabepilone CC(=Cc1csc(C)n1)C1CC2OC2(C)CCCC(C)C(O)C(C)C(=O)C(C)(C)C(O)CC(=O)N1 5.662891827 5.747683577 5.699696467 5.76241297 5.607979475 5.753562437 5.840411278 5.725159658 5.756072727 5.71192326 5.889467588 5.741569206
WBBZUHMHBSXBDT-UHFFFAOYSA-N Amelparib CCOc1cc(CN2CCOCC2)cc2[nH]c(=O)c3c(c12)NCCC3 5.909193688 5.668528312 5.71871871 5.890070609 5.70561256 5.698586542 5.674097376 5.727647758 5.576256874 5.685121676 5.895833391 5.740878863
BFCDFTHTSVTWOG-UHFFFAOYSA-N SULOCTIDIL CCCCCCCCNC(C)C(O)c1ccc(SC(C)C)cc1 5.566797297 5.612045959 5.644870328 5.645196714 5.875866135 5.689008066 5.790541232 5.598894998 5.80693536 5.977438178 5.921528686 5.739011178
QQJHRQZZCNYDMX-VPUSJEBWSA-N S 33084 N#Cc1ccc2c(c1)C1CN(CCCCNC(=O)c3ccc(-c4ccccc4)cc3)CC1CO2 5.615589381 5.764889005 5.906443635 5.681577591 5.56878914 5.866059885 5.663984156 5.835366152 5.73753812 5.741665975 5.743402911 5.738664177
IPVFGAYTKQKGBM-BYPJNBLXSA-N fialuridine O=c1[nH]c(=O)n(C2OC(CO)C(O)C2F)cc1I 5.638490455 5.838552986 5.840796877 5.683861158 5.824467838 5.835416233 5.747263108 5.736450889 5.580625504 5.677564562 5.721091149 5.738598251
LOUPRKONTZGTKE-WZBLMQSHSA-N Quinine C=CC1CN2CCC1CC2C(O)c1ccnc2ccc(OC)cc12 5.66151658 5.838155986 5.720168237 5.59884309 5.833459547 5.609967498 5.780461508 5.736914539 5.874851607 5.558586746 5.901618299 5.737685785
CQVAQQNDZCZBSU-UHFFFAOYSA-N KM-0118 CN(C)CCNC(=O)COc1c2cccc1Cc1cccc(c1OCC(=O)NCCN(C)C)Cc1cccc(c1OCC(=O)NCCN(C)C)Cc1cccc(c1OCC(=O)NCCN(C)C)C2 5.733933405 5.74665995 5.851774943 5.542709069 5.76210229 5.615240897 5.654673936 5.829383206 5.892429115 5.7101064 5.773506139 5.737501759
NIRXBXIPHUTNNI-UHFFFAOYSA-N APTO-253 Cc1[nH]c2ccc(F)cc2c1-c1nc2c3cccnc3c3ncccc3c2[nH]1 5.664311726 5.521902637 5.767667174 5.657260348 5.785477284 5.748466354 5.930395882 5.759673502 5.73024952 5.775370049 5.769318961 5.737281222
ARFHIAQFJWUCFH-IZZDOVSWSA-N Nifurtimox CC1CS(=O)(=O)CCN1N=Cc1ccc([N+](=O)[O-])o1 5.594708175 5.578404384 5.57771214 5.755837066 5.764627138 5.781788717 5.874099296 5.961629259 5.737893005 5.659778171 5.822412599 5.737171814
AXTAPYRUEKNRBA-JTQLQIEISA-N Uprosertib Cn1ncc(Cl)c1-c1cc(C(=O)NC(CN)Cc2ccc(F)c(F)c2)oc1Cl 5.851624153 5.886200788 5.718101111 5.538796505 5.919728824 5.75113282 5.730154588 5.565119292 5.872001182 5.755942552 5.512833301 5.736512283
ALCSGJCIESECFD-UHFFFAOYSA-N ICI-162846 NC(=O)CCCCn1ccc(NC(N)=NCC(F)(F)F)n1 5.733891046 5.620965597 5.412206979 5.771617893 5.669681093 5.820406074 5.642502741 5.992168187 5.834854625 5.887301202 5.715253681 5.736440829
SUBDBMMJDZJVOS-UHFFFAOYSA-N Omeprazole COc1ccc2nc(S(=O)Cc3ncc(C)c(OC)c3C)[nH]c2c1 5.805434773 5.862344781 5.66184609 5.68993225 5.753362063 5.66382381 5.777648501 5.684355834 5.636551776 5.639096266 5.924079513 5.73622506
JWNUBAIGCVTLMJ-UHFFFAOYSA-N NXN-188 CC(CCC(=O)O)(c1ccc(O)c(CN2CCOCC2)c1)c1ccc(O)c(CN2CCOCC2)c1 5.747952717 5.673571326 5.7040749 5.863183574 5.86870705 5.845862094 5.613606621 5.651163622 5.773923231 5.611337674 5.743864691 5.736113409
JPLQUMVXDBHHSG-UHFFFAOYSA-N WN-1316 Cc1cc(C)c(N(C)CC(=O)Nc2ncc(-c3ccccn3)[nH]2)c(C)c1 5.631782324 5.684669442 5.789957245 5.763673518 5.908842465 5.969356757 5.568084747 5.943409854 5.566228725 5.702987531 5.566187946 5.735925505
UJCYUJOQBXHJFH-ZBKNUEDVSA-N rilapine CN1CCN(C2=Cc3cc(Cl)ccc3C(=CC#N)c3ccccc32)CC1 5.555801737 5.635201319 5.517980463 5.993275074 5.874305717 5.849720747 5.691038721 5.531542804 5.938571155 5.693169013 5.812769404 5.735761469
CBQJSKKFNMDLON-UHFFFAOYSA-N AFALANINE CC(=O)NC(Cc1ccccc1)C(=O)O 5.683611219 5.88094204 5.659531301 5.75361598 5.640057669 5.710656475 5.791964653 5.816709331 5.841672627 5.569994176 5.742907291 5.735605706
MBQKTLYFUYNAPZ-FEZMQHRXSA-N RA VII COc1ccc(CC2C(=O)NC(C)C(=O)N(C)C3Cc4ccc(cc4)Oc4cc(ccc4OC)CC(C(=O)NC(C)C(=O)NC(C)C(=O)N2C)N(C)C3=O)cc1 5.715406449 5.665684315 5.775549793 5.862681814 5.819078522 5.740614551 5.828527273 5.694036475 5.597107521 5.652886244 5.732272046 5.734895
OVBPIULPVIDEAO-LBPRGKRZSA-N Folic acid Nc1nc2ncc(CNc3ccc(C(=O)NC(CCC(=O)O)C(=O)O)cc3)nc2c(=O)[nH]1 5.666845242 6.053542699 5.544950307 5.802406916 5.682416297 5.637328756 5.672759648 5.645212465 5.854213938 5.726952617 5.793454874 5.734553069
YOSHYTLCDANDAN-UHFFFAOYSA-N Irbesartan CCCCC1=NC2(CCCC2)C(=O)N1Cc1ccc(-c2ccccc2-c2nn[nH]n2)cc1 5.685191533 5.765225876 5.540361762 5.70127844 5.686087125 5.929397563 5.769666037 5.772450059 5.795191378 5.863311413 5.555157397 5.733028962
GUBJNPWVIUFSTR-UHFFFAOYSA-N JNJ-28312141 CN(C)CC(=O)N1CCC(c2ccc(NC(=O)c3ncc(C#N)[nH]3)c(C3=CCCCC3)c2)CC1 5.830325312 5.967902494 5.577115813 5.842414199 5.677712476 5.728980713 5.692356952 5.759748082 5.627447665 5.585018756 5.76986281 5.732625934
PRXZOPNJRFEGRH-UHFFFAOYSA-N LL-3858 Cc1c(CN2CCN(c3cccc(C(F)(F)F)c3)CC2)cc(-c2ccccc2)n1NC(=O)c1ccncc1 5.762823025 5.760275743 5.664447276 5.836544291 5.61160325 5.663810076 5.924844913 5.756796345 5.712925425 5.687503431 5.676585692 5.732559952
JPTSIWRGXIZEOO-UHFFFAOYSA-N CI-949 COc1ccc2c(c1)c(OC(C)C)c(C(=O)Nc1nn[nH]n1)n2-c1ccccc1 6.063660185 5.682900419 5.627074471 5.551140874 5.600460006 5.887862982 5.868662069 5.612561306 5.809875797 5.540868545 5.812487167 5.732504893
PXBZKHOQHTVCSQ-QZTJIDSGSA-N bisnafide CC(CNCCNCC(C)N1C(=O)c2cccc3cc([N+](=O)[O-])cc(c23)C1=O)N1C(=O)c2cccc3cc([N+](=O)[O-])cc(c23)C1=O 5.996053212 5.477022619 5.656521188 5.83240591 5.941528428 5.522448025 5.939239304 5.595336924 5.678385403 5.501761821 5.910751068 5.731950355
LOUPRKONTZGTKE-LHHVKLHASA-N Quinidine C=CC1CN2CCC1CC2C(O)c1ccnc2ccc(OC)cc12 5.75599699 5.71216666 5.903466041 5.843897371 5.677637408 5.80115035 5.533855446 5.63497696 5.739730955 5.54802006 5.899042261 5.731812773
MPVGZUGXCQEXTM-UHFFFAOYSA-N Linifanib Cc1ccc(F)c(NC(=O)Nc2ccc(-c3cccc4[nH]nc(N)c34)cc2)c1 5.948361503 5.729697423 5.756049792 5.768904678 5.365176969 5.716245968 5.785609785 5.895722223 5.610676512 5.872437376 5.591609199 5.730953766
DZSMTMGGLVZZLW-UHFFFAOYSA-N TRM-115 O=C(CCCNC(=S)Nc1ccc2c(c1)OCO2)NCCCOc1cccc(CN2CCCCC2)c1 5.808202675 5.74141103 5.965064525 5.76155697 5.51859347 5.825397016 5.696871986 5.674531382 5.741326862 5.608178095 5.691948998 5.730280273
SPMVMDHWKHCIDT-UHFFFAOYSA-N Tivozanib COc1cc2nccc(Oc3ccc(NC(=O)Nc4cc(C)on4)c(Cl)c3)c2cc1OC 5.955732202 5.69288626 5.911087607 5.788276575 5.665565332 5.84778607 5.581482068 5.663690076 5.59759869 5.76056703 5.561890059 5.729687452
ISJRMOARTUIEPA-UHFFFAOYSA-N E 3846 O=C(O)c1cn(C2CC2)c2cc(-n3cccc3)c(F)cc2c1=O 5.842404352 5.591240711 5.571553696 5.484319091 5.880151875 5.746255709 5.812276046 5.892659489 5.772137876 5.752566079 5.670083613 5.728695322
VPBYZLCHOKSGRX-UHFFFAOYSA-N KRN 633 CCCNC(=O)Nc1ccc(Oc2ncnc3cc(OC)c(OC)cc23)cc1Cl 5.686905467 5.708314558 5.835385232 5.866917284 5.65072091 5.64615345 5.706973359 5.605893452 5.750821492 5.785274798 5.770418317 5.728525302
KNHLHFDFFDCJJR-NXEZZACHSA-N BMY 40062 CC(C)(C)n1cc(C(=O)O)c(=O)c2cc(F)c(N3CC4CC3CN4)nc21 5.55388345 5.894531752 5.731832463 5.602737429 5.816707052 5.676610643 5.814573028 5.822695325 5.747623796 5.894220536 5.456382058 5.72834523
RDQSNNMSDOHAPG-UHFFFAOYSA-N JNJ-2408068 Cc1ccc(O)c(Cn2c(NC3CCN(CCN)CC3)nc3c(C)cccc32)n1 5.765478548 5.714192492 5.691194817 5.862981881 5.583555692 5.6890952 5.726186167 5.632321898 5.886793137 5.568851082 5.87993237 5.727325753
JRNJNYBQQYBCLE-UHFFFAOYSA-N R-547 COc1ccc(F)c(F)c1C(=O)c1cnc(NC2CCN(S(C)(=O)=O)CC2)nc1N 5.751619563 5.749542978 5.629341999 5.863509323 5.719974336 5.556447273 5.604232928 5.79017879 5.833881405 5.755733718 5.733766928 5.726202658
SQSZANZGUXWJEA-UHFFFAOYSA-N Gandotinib Cc1cc(Nc2cc(CN3CCOCC3)c3nc(C)c(Cc4ccc(Cl)cc4F)n3n2)n[nH]1 5.75088013 5.921022792 5.691535928 5.803274137 5.9336787 5.591319244 5.539832073 5.698458803 5.669557186 5.524833359 5.858573814 5.725724197
MCIACXAZCBVDEE-CUUWFGFTSA-N Ertugliflozin CCOc1ccc(Cc2cc(C34OCC(CO)(O3)C(O)C(O)C4O)ccc2Cl)cc1 5.85886934 5.651743151 5.628792297 5.729664469 5.6938103 5.707992229 5.662346367 5.865020098 5.714553047 5.624943016 5.83981735 5.725231969
ZBNZXTGUTAYRHI-UHFFFAOYSA-N Dasatinib Cc1nc(Nc2ncc(C(=O)Nc3c(C)cccc3Cl)s2)cc(N2CCN(CCO)CC2)n1 5.519996726 5.960480581 5.415749067 5.760114191 5.838458618 5.535904646 5.682832706 5.552265901 6.073002293 5.738815255 5.886332895 5.723995716
XFKVLKLCLYJKNF-MZNJEOGPSA-N RPR-128515 COC(=O)C(Cc1cccc(C(=N)N)c1)C(C)NC(=O)c1ccc(-c2cccc(CN)c2)cc1 5.628186477 5.709665061 5.77834126 5.740407774 5.753469208 5.860693528 5.803077221 5.664572851 5.672686724 5.726040365 5.612625488 5.722705996
BPFYOAJNDMUVBL-UHFFFAOYSA-N Marbofloxacin CN1CCN(c2c(F)cc3c(=O)c(C(=O)O)cn4c3c2OCN4C)CC1 5.730346846 5.681799181 5.93319595 5.699354569 5.71192504 5.651328003 5.69737598 5.585863495 5.886928679 5.607920335 5.762445645 5.72258943
HHCBMISMPSAZBF-UHFFFAOYSA-N DP-4978 CNc1ncc2cc(-c3cc(NC(=O)NCCC(C)(C)C)c(F)cc3C)c(C)nc2n1 5.608141545 5.693861458 5.906880271 5.666871409 5.837903439 5.588464038 5.641028099 5.772904861 5.667286218 5.772782244 5.78453145 5.72187773
GFUITADOEPNRML-SJORKVTESA-N CIPEMASTAT CN1C(=O)N(CC(C(=O)NO)C(CC2CCCC2)C(=O)N2CCCCC2)C(=O)C1(C)C 5.915583595 5.774302102 5.708338493 5.63526794 5.607879594 5.665289466 5.617106041 5.710804836 5.745235432 5.841210061 5.719403407 5.721856451
WTXWDXWZGJGIHV-URBCHYCLSA-N KPS-0373 CC1OC(=O)NC1C(=O)NC(Cc1cscn1)C(=O)N1CCCC1C 5.746964395 5.54277944 5.699601116 5.632534684 5.860848899 5.68888071 5.739168107 5.804586155 5.900656659 5.730301541 5.592583105 5.721718619
IJWPAFMIFNSIGD-UHFFFAOYSA-N Polmacoxib CC1(C)OC(c2ccc(S(N)(=O)=O)cc2)=C(c2cccc(F)c2)C1=O 5.564436522 5.811712533 5.669192745 5.848686812 5.651472781 5.810164421 5.613905152 5.792262914 5.825467627 5.710164861 5.602365372 5.718166522
DCDXHGMCXGHXBM-PMACEKPBSA-N BENAFENTRINE COc1cc2c(cc1OC)C1CN(C)CCC1N=C2c1ccc(NC(C)=O)cc1 5.493982696 5.742062885 5.720066659 5.715677124 5.837348216 5.740737411 5.793344211 5.719442105 5.798893718 5.676714929 5.653254278 5.717411294
XZNUGFQTQHRASN-XQENGBIVSA-N Apramycin CNC1C(OC2OC(CO)C(N)C(O)C2O)OC2CC(N)C(OC3C(N)CC(N)C(O)C3O)OC2C1O 5.732016543 5.637237638 5.691812906 5.671682597 5.908611586 5.62670034 5.753172915 5.60075225 5.625035662 5.777235493 5.86290331 5.717014658
UXZFQZANDVDGMM-UHFFFAOYSA-N Iodoquinol Oc1c(I)cc(I)c2cccnc12 5.713714856 5.879538362 5.757697817 5.695128596 5.71824885 5.735206348 5.647923883 5.517356718 5.67733827 5.768814974 5.771283828 5.716568409
DWYRIWUZIJHQKQ-SANMLTNESA-N Avapritinib Cn1cc(-c2cc3c(N4CCN(c5ncc(C(C)(N)c6ccc(F)cc6)cn5)CC4)ncnn3c2)cn1 5.797303563 5.753818194 5.843412983 5.598124443 6.017462795 5.670826253 5.636005948 5.757737319 5.617603706 5.442576427 5.740400694 5.715933848
YUAALFPUEOYPNX-UHFFFAOYSA-N Dubermatinib CN1CCN(Cc2ccc(Nc3ncc(Cl)c(Nc4ccccc4S(=O)(=O)N(C)C)n3)cc2)CC1 5.719006455 5.921828781 5.696220134 5.692571921 5.70637209 5.505660737 5.57998019 5.756941068 5.885235954 5.71045866 5.700772261 5.715913478
KOAWAWHSMVKCON-UHFFFAOYSA-N JNJ-38877618 FC(F)(c1ccc2ncccc2c1)c1nnc2ccc(-c3ccncc3)nn12 5.6989129 5.64073695 5.632712357 6.142446088 5.515094697 5.784230831 5.6036734 5.55938977 5.888476598 5.655100024 5.751577285 5.715668264
QIPQASLPWJVQMH-DTORHVGOSA-N Orbifloxacin CC1CN(c2c(F)c(F)c3c(=O)c(C(=O)O)cn(C4CC4)c3c2F)CC(C)N1 5.729803305 5.564327323 5.622520914 5.965584096 5.544111964 5.817138713 5.729476549 5.678737957 5.697226795 5.829600356 5.68529131 5.714892662
ZHOWHMXTJFZXRB-UHFFFAOYSA-N AMIDEFRINE CNCC(O)c1cccc(NS(C)(=O)=O)c1 5.620863643 5.460051549 5.887313986 5.551455008 6.029186338 5.5663442 5.670545466 5.485067522 5.824836282 5.711134143 6.056737934 5.714866915
RUZYUOTYCVRMRZ-UHFFFAOYSA-N Doxazosin COc1cc2nc(N3CCN(C(=O)C4COc5ccccc5O4)CC3)nc(N)c2cc1OC 5.837042174 5.871723699 5.675167206 5.693310171 5.756456363 5.650820463 5.698734958 5.684977319 5.66333755 5.703850978 5.615697684 5.713738051
INJPEINGXBVKEB-UHFFFAOYSA-N Sch-35852 Fc1ccc2c(c1)C(OCc1c(F)cccc1F)C(Cn1ccnc1)S2 5.860829367 5.65227497 5.86736237 5.653076731 5.703507003 5.714485184 5.435637429 5.985183358 5.414272365 6.060878796 5.498435813 5.71326758
XGXOSJSGDNPEEF-NRFANRHFSA-N CI 1044 Nc1cc2c3c(c1)C(c1ccccc1)=NC(NC(=O)c1cccnc1)C(=O)N3CC2 5.868418856 5.849205196 5.8151473 5.650918381 5.528018789 5.720766356 5.71962523 5.762103666 5.654686572 5.6504145 5.599838473 5.710831211
ALBKMJDFBZVHAK-UHFFFAOYSA-N ZK-93423 CCOC(=O)c1ncc2[nH]c3ccc(OCc4ccccc4)cc3c2c1COC 5.658370807 5.793887167 5.737212429 5.713704639 5.689500783 5.716933668 5.576720105 5.589626247 5.626229365 5.813831253 5.894014083 5.710002777
JTEGQNOMFQHVDC-NKWVEPMBSA-N Lamivudine Nc1ccn(C2CSC(CO)O2)c(=O)n1 5.887775333 5.746307801 5.748284675 5.858148218 5.460285631 5.994319288 5.758960789 5.529727932 5.399806066 5.596593533 5.821465335 5.709243145
AXNGJCOYCMDPQG-UHFFFAOYSA-N Glemanserin OC(c1ccccc1)C1CCN(CCc2ccccc2)CC1 5.492359368 5.679464798 5.728661065 5.673839519 5.718449474 5.57445591 5.928165536 5.607709698 5.63897505 5.9003206 5.856554616 5.708995967
WJRRGYBTGDJBFX-UHFFFAOYSA-N AZD-5438 Cc1ncc(-c2ccnc(Nc3ccc(S(C)(=O)=O)cc3)n2)n1C(C)C 5.540293276 5.616184455 5.936956331 5.767105652 5.690451334 5.588492311 5.746686109 5.991918179 5.485161095 5.583242777 5.839754299 5.707840529
FVZJIAUYFDQQKJ-DQEYMECFSA-N Tolafentrine COc1cc2c(cc1OC)C1CN(C)CCC1N=C2c1ccc(NS(=O)(=O)c2ccc(C)cc2)cc1 5.7007954 5.8550385 5.934223298 5.667709404 5.877683959 5.527720786 5.830238544 5.61830903 5.670957875 5.440285878 5.659769803 5.707521134
XPSQPHWEGNHMSK-SECBINFHSA-N Frovatriptan CNC1CCc2[nH]c3ccc(C(N)=O)cc3c2C1 5.703104125 5.553990019 5.624026705 5.8448249 5.837529117 5.683915265 5.679021978 5.574116015 5.747604301 5.79560817 5.732800693 5.706958299
XQYASZNUFDVMFH-CQSZACIVSA-N BX-471 CC1CN(Cc2ccc(F)cc2)CCN1C(=O)COc1ccc(Cl)cc1NC(N)=O 5.82755902 5.734780811 5.876414189 5.461882974 5.564075123 5.643199897 5.66428088 5.788070221 5.650653602 5.638882967 5.923726598 5.706684208
FABPRXSRWADJSP-MEDUHNTESA-N Moxifloxacin COc1c(N2CC3CCCNC3C2)c(F)cc2c(=O)c(C(=O)O)cn(C3CC3)c12 5.598776577 5.717940743 5.696855871 5.770296708 6.036119298 5.500355646 5.6619113 5.734047617 5.739618967 5.575029644 5.722593098 5.70486777
FYDWDCIFZSGNBU-UHFFFAOYSA-N Revefenacin CN(CCN1CCC(OC(=O)Nc2ccccc2-c2ccccc2)CC1)C(=O)c1ccc(CN2CCC(C(N)=O)CC2)cc1 5.46780024 5.874969327 5.920749998 5.545729562 5.606275343 5.813319504 5.70513054 5.668307634 5.735620042 5.737888769 5.673910298 5.704518296
BGLPECHZZQDNCD-UHFFFAOYSA-N Cerdulatinib CCS(=O)(=O)N1CCN(c2ccc(Nc3ncc(C(N)=O)c(NC4CC4)n3)cc2)CC1 6.033144258 5.887145106 5.733951332 5.770485616 5.639207054 5.628786042 5.607198863 5.518019336 5.63357422 5.575530506 5.709060841 5.703282107
XKFTZKGMDDZMJI-HSZRJFAPSA-N Danusertib COC(C(=O)N1Cc2[nH]nc(NC(=O)c3ccc(N4CCN(C)CC4)cc3)c2C1)c1ccccc1 5.749202331 5.854095453 5.568080062 5.749348953 5.891418478 5.416794152 5.84705319 5.536594045 5.572920935 5.823788503 5.726397633 5.703244885
YNWCUCSDUMVJKR-UHFFFAOYSA-N AMOPYROQUINE Oc1ccc(Nc2ccnc3cc(Cl)ccc23)cc1CN1CCCC1 5.79252636 6.040574048 5.728475278 5.405309871 5.730253458 5.732741142 5.651112763 5.817853625 5.501269963 5.908515223 5.424898935 5.703048243
MAVDNGWEBZTACC-HNNXBMFYSA-N Apratastat CC1(C)SCCN(S(=O)(=O)c2ccc(OCC#CCO)cc2)C1C(=O)NO 5.595640549 5.825148941 5.752031231 5.649843678 6.056266268 5.628870608 5.693486796 5.757256698 5.694690496 5.593380303 5.475149701 5.701978661
KASDHRXLYQOAKZ-XDSKOBMDSA-N Pimecrolimus CCC1C=C(C)CC(C)CC(OC)C2OC(O)(C(=O)C(=O)N3CCCCC3C(=O)OC(C(C)=CC3CCC(Cl)C(OC)C3)C(C)C(O)CC1=O)C(C)CC2OC 5.5782265 5.734248452 5.646067756 5.81988964 5.589494761 5.742297512 5.807479929 5.870106555 5.661680607 5.706414094 5.564445557 5.701850124
VFUXSYAXEKYYMB-UHFFFAOYSA-N KW-2478 CCc1c(O)cc(O)c(C(=O)c2ccc(OCCN3CCOCC3)c(OC)c2)c1CC(=O)N(CCOC)CCOC 5.74888727 5.549274356 5.740033211 5.733960999 5.82808291 5.624034905 5.804875284 5.752348543 5.605832111 5.578700635 5.752301366 5.701666508
FJEJHJINOKKDCW-INIZCTEOSA-N AZD-1656 COCC(C)Oc1cc(Oc2cnc(C(=O)N3CCC3)cn2)cc(C(=O)Nc2cnc(C)cn2)c1 5.685875428 5.728488941 6.020546395 5.819647619 5.729836709 5.440041099 5.488380516 5.610018577 5.988888017 5.679667669 5.518589111 5.70090728
LGWACEZVCMBSKW-UHFFFAOYSA-N Paxalisib CC1(C)OCCn2c1nc1c(N3CCOCC3)nc(-c3cnc(N)nc3)nc12 5.584058184 5.748936849 5.728823313 5.661565669 5.827016506 5.79615675 5.729496366 5.674295652 5.545721199 5.685044125 5.728720697 5.700894119
NEHWBYHLYZGBNO-BVEPWEIPSA-N Ipamorelin CC(C)(N)C(=O)NC(Cc1cnc[nH]1)C(=O)NC(Cc1ccc2ccccc2c1)C(=O)NC(Cc1ccccc1)C(=O)NC(CCCCN)C(N)=O 5.667264826 5.811620962 5.959663983 5.474577467 5.531208339 5.567181423 5.597255984 5.463711238 5.849121118 5.984805198 5.798979296 5.700489985
BKJIXTWSNXCKJH-UHFFFAOYSA-N elesclomol CN(NC(=O)CC(=O)NN(C)C(=S)c1ccccc1)C(=S)c1ccccc1 5.581529739 5.627558212 5.882267545 5.774179311 5.670023392 5.658043181 5.757684937 5.837696887 5.658802226 5.646422271 5.609050614 5.700296211
GQNZGCARKRHPOH-RQIKCTSVSA-N Midecamycin acetate CCC(=O)OC1CC(=O)OC(C)CC=CC=CC(OC(C)=O)C(C)CC(CC=O)C(OC2OC(C)C(OC3CC(C)(OC(C)=O)C(OC(=O)CC)C(C)O3)C(N(C)C)C2O)C1OC 5.70589073 5.712844916 5.622182267 5.866795042 5.858852611 5.710155795 5.516832302 5.88791623 5.574712656 5.562653073 5.675240957 5.699461507
DLPIYBKBHMZCJI-WBVHZDCISA-N Fadraciclib CCC(Nc1nc(NCc2cnc(C)cc2C)c2ncn(C(C)C)c2n1)C(C)O 5.383282887 5.819676253 5.674790887 5.837568912 6.025580353 5.847323011 5.459638565 5.541981372 5.488651755 5.894688711 5.707099944 5.698207514
GPSZYOIFQZPWEJ-UHFFFAOYSA-N CYC-116 Cc1nc(N)sc1-c1ccnc(Nc2ccc(N3CCOCC3)cc2)n1 5.604122317 5.840506388 5.826525796 5.585828261 5.585086614 5.596046254 5.6573897 5.714719466 5.880228571 5.719571859 5.669480565 5.69813689
LPFWVDIFUFFKJU-UHFFFAOYSA-N Poziotinib C=CC(=O)N1CCC(Oc2cc3c(Nc4ccc(Cl)c(Cl)c4F)ncnc3cc2OC)CC1 5.768398365 5.74660275 5.807232427 5.636552941 5.56650454 5.798122788 5.807392947 5.684862302 5.566554944 5.646670811 5.637708184 5.696963909
VMKVDAAFMQKZJS-LFIBNONCSA-N Acorafloxacin COc1c(N2CCCC(=C(F)CN)C2)c(F)cc2c(=O)c(C(=O)O)cn(C3CC3)c12 5.939343218 5.876057133 5.591155424 5.580156241 5.708925139 5.896332413 5.352092491 5.63624908 5.738086561 5.725426006 5.619826685 5.69669549
FEFIBEHSXLKJGI-UHFFFAOYSA-N AZD-8848 CCCCOc1nc(N)c2[nH]c(=O)n(CCCN(CCCN3CCOCC3)Cc3cccc(CC(=O)OC)c3)c2n1 5.621069553 5.681382479 5.63551805 5.700005072 5.786236424 5.755840293 5.562593982 5.657740663 5.689649942 5.650604137 5.917131064 5.69616106
BWDQBBCUWLSASG-MDZDMXLPSA-N Dacinostat O=C(C=Cc1ccc(CN(CCO)CCc2c[nH]c3ccccc23)cc1)NO 5.662789964 5.79229456 5.580403041 5.699675014 5.646706009 5.612401262 5.638693482 5.774687394 5.951460418 5.61759927 5.680113843 5.696074932
RWZVMMQNDHPRQD-SFTDATJTSA-N SG-2000 C=C1CC2C=Nc3cc(OCCCOc4cc5c(cc4OC)C(=O)N4CC(=C)CC4C=N5)c(OC)cc3C(=O)N2C1 5.747539559 5.661219331 5.592585875 5.599248111 5.772267924 5.722081108 5.682484945 5.898604964 5.595423328 5.785710363 5.595105659 5.695661015
MKPLKVHSHYCHOC-AHTXBMBWSA-N Travoprost CC(C)OC(=O)CCCC=CCC1C(O)CC(O)C1C=CC(O)COc1cccc(C(F)(F)F)c1 5.912561283 5.667618565 5.532013518 5.537985061 5.571117364 5.729651013 5.405297918 5.852296373 5.936549128 5.751745376 5.743787989 5.694602144
NFTMKHWBOINJGM-UHFFFAOYSA-N SAR-260093 CCc1cnc(N2CCC(c3nc(COc4ccc(-n5cnnn5)cc4)cs3)CC2)nc1 5.531971644 5.684654307 5.573641061 5.839765105 5.770030208 5.666538419 5.676485722 5.690740653 5.52388255 5.862747209 5.806068774 5.693320514
LTDOHCZUKCZDEQ-BJOHPYRUSA-N Cetefloxacin CC1C(N)CN1c1cc2c(cc1F)c(=O)c(C(=O)O)cn2-c1ccc(F)cc1F 5.443290974 5.923589267 5.438647692 5.659172041 5.690137829 5.817133568 5.622805778 5.840944749 5.719830085 5.80428228 5.661443319 5.692843417
CTAHRHRYCPEDSR-UHFFFAOYSA-N ZD-6416 CCCS(=O)(=O)NC(=O)c1ccc(N(CC)Cc2cc(Br)ccc2OCC2CC2)nn1 5.676162771 5.579553328 5.770315124 5.689251921 5.856575253 5.660254181 5.707924976 5.529108683 5.732436746 5.745072207 5.672988028 5.692694838
KEIPNCCJPRMIAX-HNNXBMFYSA-N Futibatinib C=CC(=O)N1CCC(n2nc(C#Cc3cc(OC)cc(OC)c3)c3c(N)ncnc32)C1 5.570304018 5.863346003 5.459559824 5.749864642 5.888342965 5.712262474 5.814432709 5.555706353 5.768744982 5.665230038 5.567709301 5.692318483
PHJVBZVDUNTGNR-HSZRJFAPSA-N Bay-y-5959 CC1=C(C#N)C(c2cccc3ncc(-c4ccccc4)cc23)C(C(=O)OC(C)C)=C(N)N1 5.68242221 5.833314519 5.660031362 5.518525357 5.368440574 5.570972052 5.937371249 5.683924643 5.502757342 5.772028684 6.082227466 5.692001405
MWULMTACIBZPGN-UHFFFAOYSA-N GW-803430 COc1cc(-n2cnc3cc(-c4ccc(Cl)cc4)sc3c2=O)ccc1OCCN1CCCC1 5.640348852 5.680928928 5.746756512 5.628624173 5.685626674 5.909718371 5.616582313 5.626466278 5.767357219 5.635157952 5.671415258 5.691725685
CSMVOZKEWSOFER-UHFFFAOYSA-N cebranopadol CN(C)C1(c2ccccc2)CCC2(CC1)OCCc1c2[nH]c2ccc(F)cc12 5.897751504 6.020298354 5.727980515 5.853580648 5.591927643 5.505367285 5.491169403 5.716213925 5.587802578 5.545811144 5.660865543 5.69079714
MNLHFGXIUJNDAF-UHFFFAOYSA-N D-157495 Nc1nc(N)c2c(OCC3CCN(Cc4c(Cl)cccc4Cl)CC3)cccc2n1 5.72776686 5.859675468 5.587732566 5.654065674 5.588210185 5.677776554 5.631194004 5.789671837 5.815628015 5.590212033 5.674388725 5.69057472
ULDXWLCXEDXJGE-UHFFFAOYSA-N MK-2206 NC1(c2ccc(-c3nc4ccn5c(=O)[nH]nc5c4cc3-c3ccccc3)cc2)CCC1 5.805018524 5.641693168 5.513364609 5.624309516 5.58688137 5.506458921 5.808585088 5.865085906 5.863120018 5.563291286 5.81590048 5.690337172
VMDWTZZCNDEKIO-CBNJBKGYSA-N Ladirubicin CC(=O)C1(O)Cc2c(O)c3c(c(O)c2C(OC2CC(N4CC4)C(OS(C)(=O)=O)C(C)O2)C1)C(=O)c1ccccc1C3=O 5.505902308 5.459024346 5.695070326 5.385462786 5.76503579 6.083639304 5.810283932 6.072674198 5.584918087 5.856776543 5.373536545 5.690211288
UHTHHESEBZOYNR-UHFFFAOYSA-N Vandetanib COc1cc2c(Nc3ccc(Br)cc3F)ncnc2cc1OCC1CCN(C)CC1 5.602166664 5.556014844 5.733617561 5.628565101 5.747189508 5.64838064 5.615964287 5.6582328 5.800044843 5.841335003 5.760508322 5.690183598
GXXLUDOKHXEFBQ-YJFSRANCSA-N Tebipenem CC(O)C1C(=O)N2C(C(=O)O)=C(SC3CN(C4=NCCS4)C3)C(C)C12 5.546314088 5.56914268 5.692838087 5.899270928 6.027790402 5.681036062 5.603412391 5.645867375 5.643588548 5.56355208 5.717792603 5.690055022
XGALLCVXEZPNRQ-UHFFFAOYSA-N Gefitinib COc1cc2ncnc(Nc3ccc(F)c(Cl)c3)c2cc1OCCCN1CCOCC1 5.659739795 5.539180732 5.677423759 5.812520881 5.713722167 5.745942595 5.651064038 5.605494452 5.783732831 5.62133791 5.773258418 5.689401598
AMEWZCMTSIONOX-UHFFFAOYSA-N PIPEQUALINE c1ccc(-c2cc(CCC3CCNCC3)c3ccccc3n2)cc1 5.500579127 5.550540484 5.785840577 5.900269904 5.671094422 5.793589626 5.501617645 5.43405717 5.898456361 5.917579703 5.616484905 5.688191811
RTGDFNSFWBGLEC-SYZQJQIISA-N mycophenolate mofetil COc1c(C)c2c(c(O)c1CC=C(C)CCC(=O)OCCN1CCOCC1)C(=O)OC2 5.541267655 5.688137015 5.816595296 5.679902837 5.669214836 5.6210086 5.651836976 5.821457349 5.738117998 5.625362475 5.714977574 5.687988964
XUKUURHRXDUEBC-KAYWLYCHSA-N Atorvastatin CC(C)c1c(C(=O)Nc2ccccc2)c(-c2ccccc2)c(-c2ccc(F)cc2)n1CCC(O)CC(O)CC(=O)O 5.815459625 5.622431084 5.618341783 5.672761951 5.665157604 5.49326173 5.74171142 5.748582599 5.861327907 5.602847988 5.723552873 5.68776696
DZOJBGLFWINFBF-UMSFTDKQSA-N Osanetant CC(=O)N(C)C1(c2ccccc2)CCN(CCCC2(c3ccc(Cl)c(Cl)c3)CCCN(C(=O)c3ccccc3)C2)CC1 5.918764931 5.650951654 5.581653636 5.91160884 5.426822055 5.650942872 5.852324997 5.590636141 5.795052054 5.577240753 5.606556443 5.687504943
HESSNRGIEVBPRB-QDDPNBLJSA-N gemcitabine elaidate CCCCCCCCC=CCCCCCCCC(=O)OCC1OC(n2ccc(N)nc2=O)C(F)(F)C1O 5.800740963 5.770121906 5.749461141 5.769271425 5.641660338 5.628246995 5.632493559 5.597053812 5.580488524 5.761273442 5.630023243 5.687348668
VFCRSIORGUNNGT-UHFFFAOYSA-N CE-245677 COc1ccc(C(=O)c2cn(C(C)C)c3ncnc(N)c23)cc1NC(=O)Nc1ccc(Cl)cc1Cl 5.983157031 5.659232647 5.636033489 5.623846315 5.636360798 5.696264127 5.663702192 5.733765811 5.772296743 5.584333843 5.570208586 5.687200144
JZAMQDDHRXHDFR-UHFFFAOYSA-N SCH-412348 Nc1nc2c(cnn2CCN2CCN(c3ccc(F)cc3F)CC2)c2nc(-c3ccco3)nn12 5.571615279 5.602739499 5.644195962 5.85280063 5.472828331 5.646192194 5.985987427 5.597754209 5.604424499 5.881344626 5.669886406 5.68452446
GFMMXOIFOQCCGU-UHFFFAOYSA-N CI-1040 O=C(NOCC1CC1)c1ccc(F)c(F)c1Nc1ccc(I)cc1Cl 5.720200886 5.806355034 5.552867271 5.971858521 5.835578417 5.5601081 5.765044632 5.482186756 5.377889717 5.681994368 5.770938238 5.684092904
AKUJBENLRBOFTD-RPRRAYFGSA-N Dexamethasone 21-acetate CC(=O)OCC(=O)C1(O)C(C)CC2C3CCC4=CC(=O)C=CC4(C)C3(F)C(O)CC21C 5.623059731 5.678730179 5.956908174 5.749374374 5.492800227 5.821213837 5.378459708 5.621716841 5.506936584 5.933162417 5.759430454 5.68379932
YASAKCUCGLMORW-UHFFFAOYSA-N Rosiglitazone CN(CCOc1ccc(CC2SC(=O)NC2=O)cc1)c1ccccn1 5.499286154 5.731876204 5.672465544 5.66323463 5.735443406 5.880137142 5.458948709 5.650570687 5.622182534 5.733088005 5.868775362 5.683273489
RCJYGWGQCPDYSL-HZPDHXFCSA-N Dasantafil CCn1c(=O)c2c(nc(NC3CCCC3O)n2Cc2ccc(OC)c(Br)c2)n(CCO)c1=O 5.657952506 5.684718584 5.670120848 5.6515231 5.864725689 5.646672454 5.667488584 5.678123287 5.749184459 5.593151011 5.651358157 5.683183516
ULSDMUVEXKOYBU-ZDUSSCGKSA-N Zolmitriptan CN(C)CCc1c[nH]c2ccc(CC3COC(=O)N3)cc12 5.523743024 5.852745892 5.549250802 5.78240293 5.519571089 5.96786171 5.685103347 5.779067186 5.564229499 5.758956389 5.530771329 5.683063927
UPJCLVQQPDUABA-UHFFFAOYSA-N L 161240 C=C(NC)C1COC(c2cc(CCC)c(OC)c(OC)c2)=N1 5.659720708 5.84596498 5.469663701 5.609204135 5.544557935 5.541826522 5.573537625 5.93141136 5.674553958 5.802342242 5.85866628 5.682859041
AIIXYCDTEGICEE-CTVCDRHFSA-N WIN 51708 C#CC1(O)CCC2C3CCC4Cc5nc6nc7ccccc7n6cc5CC4(C)C3CCC21C 5.642156944 5.633415686 5.731571057 5.772060227 5.582538866 5.838813034 5.556537878 5.611880602 5.735517 5.647641142 5.749917456 5.682004536
JXONINOYTKKXQQ-CQSZACIVSA-N EPC-2407 COc1cc(C2C(C#N)=C(N)Oc3c2ccc(N)c3N)cc(Br)c1OC 5.593015017 5.738542745 5.569870768 5.760367179 5.452516992 5.787313893 5.660091057 5.630780523 5.807279642 5.79497338 5.694600729 5.680850175
QULDDKSCVCJTPV-UHFFFAOYSA-N CNF-2024 COc1c(C)cnc(Cn2cnc3c(Cl)nc(N)nc32)c1C 5.63845197 5.661106677 5.834843805 5.589457457 5.744364509 5.533278962 5.852969722 5.829791651 5.606605169 5.491532734 5.685699167 5.678918347
ZKFQEACEUNWPMT-UHFFFAOYSA-N Azelnidipine CC1=C(C(=O)OC(C)C)C(c2cccc([N+](=O)[O-])c2)C(C(=O)OC2CN(C(c3ccccc3)c3ccccc3)C2)=C(N)N1 5.499991223 5.805191102 5.753381 5.5854535 5.578606185 5.810959941 5.979492678 5.513538576 5.602859324 5.482763544 5.841645962 5.677625731
NSHPHXHGRHSMIK-JRIKCGFMSA-N Latrunculin B CC1=CC(=O)OC2CC(CCC(C)C=CCC1)OC(O)(C1CSC(=O)N1)C2 5.700896363 5.707282251 5.679284233 5.790010072 5.538790916 5.787556973 5.646909225 5.887438753 5.372283325 5.467690218 5.87341948 5.67741471
JPOJKNJIKXMZRB-UHFFFAOYSA-N AIC-292 O=C1CN(C(=O)c2cc(-c3cc(F)cc(Cl)c3)n(-c3ccc(F)c(Cl)c3)n2)CN1 5.668224176 5.577331244 5.613844162 5.747200156 5.59282646 5.58703676 5.755813658 5.438599232 5.956426063 5.858605905 5.655241865 5.677377244
TUOZJWZCVIRDKO-UHFFFAOYSA-N CPG-52364 COc1cc2nc(-c3ccc(N4CCN(C)CC4)cc3)nc(NCCN3CCOCC3)c2cc1OC 5.518585234 5.653170152 5.522372292 5.744190747 5.643209961 5.613337742 5.702802924 5.797340611 5.771674531 5.69824794 5.780697196 5.676875394
MPYLDWFDPHRTEG-PAAYLBSLSA-N Istaroxime CC12CCC3C(CC(=O)C4CC(=NOCCN)CCC43C)C1CCC2=O 5.541252604 5.863516351 5.436033088 5.738416702 5.757115636 5.52789879 5.702051706 5.69569819 5.61608084 5.81780028 5.749021602 5.676807799
RVAQIUULWULRNW-UHFFFAOYSA-N Ganetespib CC(C)c1cc(-c2n[nH]c(=O)n2-c2ccc3c(ccn3C)c2)c(O)cc1O 5.768162512 5.799478103 5.738221533 5.660305556 5.544079035 5.687634865 5.564905116 5.607841958 5.872020356 5.578029687 5.613349206 5.675820721
BNQDCRGUHNALGH-UHFFFAOYSA-N BENSERAZIDE NC(CO)C(=O)NNCc1ccc(O)c(O)c1O 5.623587302 5.676904667 5.619033922 5.785108899 5.655609384 5.818372867 5.669407933 5.521099057 5.779525561 5.61909258 5.665815639 5.675777983
YEASNVKEKVHQLR-UHFFFAOYSA-N UK 25 CCCC(CCC)C(=O)NCC(=O)NCCCCCCNC(=O)n1cc(F)c(=O)[nH]c1=O 5.457272539 5.561715907 5.673551745 5.690623801 5.834948502 5.711606025 5.666888214 5.864156854 5.700846887 5.694632066 5.571013579 5.675205102
UGGPRXAHUOKTKV-IINYFYTJSA-N DV-7751a CC1COc2c(N3CC(N)C4(CCC4)C3)c(F)cc3c(=O)c(C(=O)O)cn1c23 5.651292462 5.71503871 5.54689767 5.666724886 5.593072132 5.79409843 5.601620767 5.748452473 5.628044131 5.683422002 5.793427077 5.674735522
NKDFYOWSKOHCCO-YPVLXUMRSA-N ECDYSTERONE CC(C)(O)CCC(O)C(C)(O)C1CCC2(O)C3=CC(=O)C4CC(O)C(O)CC4(C)C3CCC12C 5.77352282 5.697706842 5.854748197 5.464449966 5.565471105 5.932866116 5.559764362 5.694884361 5.533167832 5.569276606 5.770209372 5.674187962
RCLQNICOARASSR-SECBINFHSA-N TAK-733 Cn1c(=O)c(F)c(Nc2ccc(I)cc2F)c2c(=O)n(CC(O)CO)cnc21 5.697700287 5.530969879 5.588406511 5.646285503 5.542941446 5.61609391 5.735420189 5.601954653 5.893992938 5.642800253 5.912712188 5.673570705
HJYYPODYNSCCOU-ODRIEIDWSA-N Rifamycin COC1C=COC2(C)Oc3c(C)c(O)c4c(O)c(cc(O)c4c3C2=O)NC(=O)C(C)=CC=CC(C)C(O)C(C)C(O)C(C)C(OC(C)=O)C1C 5.435658731 5.772126608 5.55058288 5.811472718 5.707377817 5.753904746 5.826441645 5.800661838 5.590617014 5.645225056 5.510200518 5.673115416
CNIJVNPIIHWRRP-UHFFFAOYSA-N Cronidipine COC(=O)C1=C(C)NC(C)=C(C(=O)OCC2COC3(CCN(c4ccc(Cl)cc4)CC3)O2)C1c1cccc([N+](=O)[O-])c1 5.644743134 6.039277599 5.706332757 5.641061814 5.629234235 5.689606082 5.3270819 5.600891712 5.72915471 5.754391565 5.640674543 5.672950004
WCWUXEGQKLTGDX-LLVKDONJSA-N Brivanib Cc1cc2c(F)c(Oc3ncnn4cc(OCC(C)O)c(C)c34)ccc2[nH]1 5.609301493 5.719714119 5.443928092 5.623142118 5.6604164 5.719570785 5.585843116 5.771818355 5.7088817 5.89488294 5.657886478 5.672307781
DWDKHTXMLSZGDL-SSEXGKCCSA-N azeloprazole Cc1cnc(CS(=O)c2nc3ccccc3[nH]2)c(C)c1OCC1COC(C)(C)OC1 5.52644348 5.674129432 5.490671166 5.864941045 5.671095669 5.737063695 5.773459733 5.644961843 5.613429162 5.736483744 5.660173835 5.672077528
VRQXRVAKPDCRCI-ZNMIVQPWSA-N LGH-447 CC1CC(N)CC(c2ccncc2NC(=O)c2ccc(F)c(-c3c(F)cccc3F)n2)C1 5.548850024 5.646360323 5.474498765 5.863089497 5.733989555 5.530328988 5.720977744 5.875258347 5.737382315 5.599265553 5.662061347 5.672005678
SFNSLLSYNZWZQG-VQIMIIECSA-N Daurismo CN1CCC(NC(=O)Nc2ccc(C#N)cc2)CC1c1nc2ccccc2[nH]1 5.674712023 5.794069935 5.714750779 5.710269548 5.622745186 5.668971549 5.573481259 5.779623022 5.709552326 5.430757942 5.711723896 5.671877951
QWKAUGRRIXBIPO-UHFFFAOYSA-N Atopaxar CCOc1cc2c(c(F)c1OCC)C(=N)N(CC(=O)c1cc(N3CCOCC3)c(OC)c(C(C)(C)C)c1)C2 5.690100231 5.816075678 5.645862145 5.586357474 5.693939995 5.60209968 5.817660976 5.543630249 5.746161609 5.667964289 5.566347484 5.670563619
NOWRLNPOENZFHP-ARHDFHRDSA-N N-MCT Cc1cn(C2CC(O)C3(CO)CC23)c(=O)[nH]c1=O 5.746343959 5.790429557 5.557117374 5.676779897 5.65119253 5.894300385 5.526435052 5.622168459 5.837581905 5.496722319 5.570189951 5.669932854
KXMAIWXPZGQNCR-QGZVFWFLSA-N apadoline CCCNC(=O)c1ccc2c(c1)N(C(C)CN1CCCC1)c1ccccc1S2 5.643505604 5.647419445 5.636843417 5.706851344 5.829883808 5.445168515 5.606224705 5.983370989 5.644799047 5.474331682 5.749525601 5.669811287
LDEKQSIMHVQZJK-CAQYMETFSA-N tenofovir alafenamide CC(C)OC(=O)C(C)NP(=O)(COC(C)Cn1cnc2c(N)ncnc21)Oc1ccccc1 5.779785742 5.732183149 5.580101232 5.462627658 5.533047793 5.787057566 5.539814688 5.670025302 5.669347201 5.896153198 5.714067966 5.669473772
BAFWBNHYBAXTSE-FCHUYYIVSA-N GSK-598809 Cc1ncoc1-c1nnc(SCCCN2CC3(C)CC3(c3ccc(C(F)(F)F)cc3F)C2)n1C 5.538018994 5.508986756 5.83666504 5.728200702 5.708848398 5.644721455 5.618189539 5.881722834 5.67921128 5.621626864 5.594747328 5.66917629
CEGSUKYESLWKJP-UHFFFAOYSA-N Serdemetan c1ccc2c(CCNc3ccc(Nc4ccncc4)cc3)c[nH]c2c1 5.619442026 5.53773767 5.809141224 5.622540383 5.673947579 5.672951615 5.606132134 5.630545388 5.83460565 5.762350861 5.58791482 5.668846305
DCRWIATZWHLIPN-QGZVFWFLSA-N AC430 Cc1cc(Nc2nc(C(O)c3ccc(F)cc3)nc3ccccc23)n[nH]1 5.702860738 5.860044075 5.607538533 5.62021904 5.681685811 5.660435121 5.428866524 5.631233559 5.870723959 5.693985899 5.594575148 5.668378946
DSFNLJXHXBIKDS-UHFFFAOYSA-N iOWH-032 O=C(NCc1ccc(Oc2ccccc2)cc1)c1nc(-c2cc(Br)c(O)c(Br)c2)no1 5.581214437 5.543103658 5.900868303 5.860425306 5.874725337 5.740916843 5.577237833 5.52840284 5.712261297 5.319627041 5.711999377 5.668252934
YHHUQUILBRTPTF-UHFFFAOYSA-N ACODAZOLE CC(=O)N(C)c1ccc(Nc2cc(C)[nH]c3ccc4ncnc4c23)cc1 5.652953091 5.739548031 5.883820637 5.485648006 5.557656098 5.807758797 5.836992674 5.40496219 5.599444704 5.725881821 5.653779191 5.668040476
QIIVJLHCZUTGSD-CUBQBAPOSA-N LY-2608204 O=C(Nc1ncc(SCCN2CCCC2)s1)C1(c2ccc(S(=O)(=O)C3CC3)cc2)CC1C1CCCCC1 5.673149144 5.584610305 5.555188339 5.525366636 5.701404944 5.774690086 5.576308585 5.624246566 5.856496651 5.613095995 5.852168918 5.666975106
LYHNZWIPSZUYDT-UHFFFAOYSA-N SGS-518 CN1CCC(c2cn(C)c3ccc(OS(=O)(=O)c4c(F)cccc4F)cc23)CC1 5.672026875 5.759204182 5.541016357 5.562213571 5.882974171 5.623414529 5.58295412 5.722474064 5.800449578 5.742248544 5.443046206 5.666547472
QFJCIRLUMZQUOT-HPLJOQBZSA-N Sirolimus COC1CC2CCC(C)C(O)(O2)C(=O)C(=O)N2CCCCC2C(=O)OC(C(C)CC2CCC(O)C(OC)C2)CC(=O)C(C)C=C(C)C(O)C(OC)C(=O)C(C)CC(C)C=CC=CC=C1C 5.649577427 5.611207333 5.75837802 5.515012356 5.71458091 5.687929041 5.610729298 5.66648749 5.74898967 5.421439907 5.923674322 5.664364161
OLNTVTPDXPETLC-XPWALMASSA-N Ezetimibe O=C1C(CCC(O)c2ccc(F)cc2)C(c2ccc(O)cc2)N1c1ccc(F)cc1 5.738965198 5.84198521 5.744433501 5.618081088 5.763131137 5.510064406 5.714813124 5.712765519 5.60385582 5.584168421 5.473569457 5.664166626
KLRRGBHZCJLIEL-UHFFFAOYSA-N XL-139 CNCc1ccc(C)c(NC(=O)c2ccc(Nc3nc(-c4ccccc4)c4ccccc4n3)cc2)c1 5.848945463 5.630350375 5.659570119 5.692207962 5.801399978 5.560140085 5.773467515 5.764677014 5.458517367 5.474015007 5.642283982 5.66414317
BUGYDGFZZOZRHP-UHFFFAOYSA-N Memantine CC12CC3CC(C)(C1)CC(N)(C3)C2 5.723742633 5.633374282 5.85197237 5.641598338 5.700329509 5.626644594 5.573883473 5.428149055 5.711311964 5.582945676 5.828370335 5.663847475
RMSWMRJVUJSDGN-UHFFFAOYSA-N Israpafant Cc1nnc2n1-c1sc(CCc3ccc(CC(C)C)cc3)cc1C(c1ccccc1Cl)=NC2C 5.586394176 5.647663452 5.48207874 5.785412294 5.5246469 5.655602623 5.737377414 5.461183054 5.936438965 5.846776754 5.637973235 5.663777055
KQOXLKOJHVFTRN-UHFFFAOYSA-N Pleconaril Cc1cc(CCCOc2c(C)cc(-c3noc(C(F)(F)F)n3)cc2C)on1 5.560635787 5.821981762 5.633030306 5.590327344 5.795662566 5.548837984 5.550205949 5.831955293 5.768236432 5.499446145 5.694280209 5.663145434
UKNVCOILWOLTLJ-UHFFFAOYSA-N Piroxantrone NCCCN=c1ccc2c3c1c(O)c1c(O)ccc(=O)c1c3[nH]n2CCNCCO 5.61764962 5.591891169 5.621193119 5.701757591 5.663139203 5.705603222 5.654935673 5.7382855 5.692500673 5.516488599 5.789762581 5.663018814
AKLMFDDQCHURPW-ISIOAQNYSA-N Eravacycline CN(C)C1C(=O)C(C(N)=O)=C(O)C2(O)C(=O)C3=C(O)c4c(O)c(NC(=O)CN5CCCC5)cc(F)c4CC3CC12 5.620945135 5.619947209 5.401471202 5.695112317 5.638557407 5.739110981 5.857097137 5.449212685 5.687938253 5.949016425 5.630632222 5.662640089
PCHKPVIQAHNQLW-CQSZACIVSA-N MK-4827 NC(=O)c1cccc2cn(-c3ccc(C4CCCNC4)cc3)nc12 5.723646376 5.580859521 5.774101514 5.748321856 5.500417295 5.721504792 5.54163875 5.619666889 5.826532394 5.661422957 5.562842275 5.660086784
IRSCQMHQWWYFCW-UHFFFAOYSA-N Ganciclovir Nc1nc2c(ncn2COC(CO)CO)c(=O)[nH]1 5.816251031 5.542048736 5.806998079 5.60786389 5.724833053 5.646089932 5.644639253 5.581082643 5.726843163 5.462917548 5.695289082 5.659532401
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AKJHMTWEGVYYSE-FXILSDISSA-N Fenretinide CC(C=CC1=C(C)CCCC1(C)C)=CC=CC(C)=CC(=O)Nc1ccc(O)cc1 5.757838152 5.556498816 5.689868587 5.847491812 5.555280275 5.639358312 5.588854897 5.598374018 5.691158172 5.592040331 5.734228855 5.659181111
OGSBUKJUDHAQEA-WMCAAGNKSA-N Pralatrexate C#CCC(Cc1cnc2nc(N)nc(N)c2n1)c1ccc(C(=O)NC(CCC(=O)O)C(=O)O)cc1 5.660787768 5.543234271 5.622480962 5.550700012 5.458479789 5.917747641 5.669208458 5.509843264 5.750896652 5.710282721 5.851642544 5.658664008
ZHKNLJLMDFQVHJ-RUZDIDTESA-N Pemafibrate CCC(Oc1cccc(CN(CCCOc2ccc(OC)cc2)c2nc3ccccc3o2)c1)C(=O)O 5.646805854 6.005687178 5.513530769 5.627993461 5.798841118 5.644104828 5.665011445 5.852169766 5.612948649 5.48679447 5.390850231 5.658612524
GEZHEQNLKAOMCA-RRZNCOCZSA-N Gambogic acid CC(C)=CCCC1(C)C=Cc2c(O)c3c(c(CC=C(C)C)c2O1)OC12C(=CC4CC1C(C)(C)OC2(CC=C(C)C(=O)O)C4=O)C3=O 5.68096618 5.789676006 5.503768632 5.642618095 5.444696626 5.715042978 5.878637477 5.543764341 6.022514992 5.481807135 5.539624512 5.65846518
GMYLVKUGJMYTFB-UHFFFAOYSA-N CC-115 CCN1C(=O)CNc2ncc(-c3ccc(-c4ncn[nH]4)nc3C)nc21 5.859573412 5.513078931 5.948194359 5.649232026 5.602915947 5.549248183 5.53915879 5.816942319 5.49353008 5.595680288 5.672850642 5.658218634
UHIXWHUVLCAJQL-MPBGBICISA-N Albaconazole CC(n1cnc2cc(Cl)ccc2c1=O)C(O)(Cn1cncn1)c1ccc(F)cc1F 5.909215353 5.890211955 5.755644859 5.328197271 5.733189387 5.808954084 5.460947175 5.427301931 5.592614961 5.698963347 5.618436563 5.656697899
CJPLEFFCVDQQFZ-UHFFFAOYSA-N Loviride CC(=O)c1ccc(C)cc1NC(C(N)=O)c1c(Cl)cccc1Cl 5.712645132 5.565003991 5.616930382 5.656624099 5.44118828 5.735243086 5.70391136 5.620037467 5.751647597 5.76040436 5.64144034 5.655006918
IAYGCINLNONXHY-LBPRGKRZSA-N AZD-7762 NC(=O)Nc1cc(-c2cccc(F)c2)sc1C(=O)NC1CCCNC1 5.879887181 5.587945806 5.783165886 5.383463661 5.617231336 5.725820254 5.616594401 5.702085297 5.715515428 5.545132306 5.641966672 5.654437111
QVFVAKQHELFATN-UHFFFAOYSA-N Milfasartan CCCCc1nc(C)n(Cc2sccc2C(=O)OC)c(=O)c1Cc1ccc(-c2ccccc2-c2nn[nH]n2)cc1 5.78549894 5.34205028 5.698116358 5.733479056 5.789711151 5.644909986 5.721375964 5.406900783 5.828721792 5.497324777 5.744900307 5.653908127
BEUQXVWXFDOSAQ-UHFFFAOYSA-N Taselisib Cc1nc(-c2cn3c(n2)-c2ccc(-c4cnn(C(C)(C)C(N)=O)c4)cc2OCC3)n(C(C)C)n1 5.552824844 5.586365079 5.608537604 5.493944289 5.739145238 5.587074385 5.546559776 5.750980334 5.756677961 5.765247419 5.804273078 5.653784546
AOCCBINRVIKJHY-UHFFFAOYSA-N Carmofur CCCCCCNC(=O)n1cc(F)c(=O)[nH]c1=O 5.630599403 5.433142227 5.574541669 5.643842751 5.704186841 5.704626968 5.850629109 5.602696673 5.687296026 5.769065408 5.583603727 5.653111891
CMLUGNQVANVZHY-POURPWNDSA-N Lapaquistat acetate COc1cccc(C2OC(CC(=O)N3CCC(CC(=O)O)CC3)C(=O)N(CC(C)(C)COC(C)=O)c3ccc(Cl)cc32)c1OC 5.612544183 5.461114219 5.428492622 5.800619518 5.778896852 5.557346058 5.793263915 5.701835964 5.623860333 5.751320081 5.653527451 5.651165563
RILWUTQZRXWBOB-GIDUJCDVSA-N Moxnidazole Cn1c([N+](=O)[O-])cnc1C=NN1CC(CN2CCOCC2)OC1=O 5.621097178 5.714489276 5.715616132 5.611822142 5.752043666 5.631447064 5.515088625 5.478702883 5.586479647 5.819126476 5.699058466 5.649542869
HVXKQKFEHMGHSL-GOOCMWNKSA-N Tesevatinib COc1cc2c(Nc3ccc(Cl)c(Cl)c3F)ncnc2cc1OCC1CC2CN(C)CC2C1 5.530150095 5.802602204 5.652660322 5.616686652 5.668868251 5.636244552 5.59837766 5.518588377 5.741479576 5.750591981 5.625296122 5.649231436
IVUGFMLRJOCGAS-UHFFFAOYSA-N AMG-900 Cc1csc(-c2nnc(Nc3ccc(Oc4ncccc4-c4ccnc(N)n4)cc3)c3ccccc23)c1 5.69549411 5.420367898 5.593020729 5.712921875 5.660586228 5.85973999 5.482947244 5.719308496 5.737981423 5.646940887 5.608808498 5.648919762
BBUVDDPUURMFOX-UHFFFAOYSA-N FLX-925 CC1CCC(n2c3cnccc3c3cnc(Nc4ccc5c(n4)CCN(C(=O)CO)C5)nc32)CC1 5.565747745 5.611890622 5.690570366 5.814934889 5.724377404 5.592049795 5.753006967 5.620878989 5.638666093 5.643406307 5.476370868 5.64835455
KUNDLEJVAIBADY-UHFFFAOYSA-N T-2307 N=C(N)c1ccc(OCCCC2CCN(CCCOc3ccc(C(=N)N)cc3)CC2)cc1 5.833060923 5.439008033 5.709838829 5.59739918 5.713891163 5.801173352 5.86852662 5.509475002 5.549468792 5.611785788 5.479577966 5.646655059
MGSNWNLPMHXGDD-DFWOJPNQSA-N D-Lys3-GHRP-6 NCCCCC(NC(=O)C(Cc1ccccc1)NC(=O)C(Cc1c[nH]c2ccccc12)NC(=O)C(CCCCN)NC(=O)C(Cc1c[nH]c2ccccc12)NC(=O)C(N)Cc1cnc[nH]1)C(N)=O 5.92782027 5.805159643 5.872630353 5.574496885 5.585283318 5.63961632 5.793766985 5.481793231 5.483567314 5.423875148 5.519242516 5.646113817
GOCUUDXEOKIQRU-IXDOHACOSA-N ACHN-975 CC(C)(N)C(NC(=O)c1ccc(C#CC#CC2CC2CO)cc1)C(=O)NO 5.69136561 5.469313458 5.702380977 5.673059842 5.630469385 5.623120385 5.776655573 5.943859694 5.67545801 5.434628468 5.478683162 5.645363142
KJVQYDYPDFFJMP-UHFFFAOYSA-N SULFAMETHYLTHIAZOLE Cc1csc(NS(=O)(=O)c2ccc(N)cc2)n1 5.737545802 5.725529883 5.652395818 5.680350925 5.692113198 5.661680035 5.556658149 5.741183065 5.414877604 5.543039201 5.674465625 5.643621755
RFWVETIZUQEJEF-UHFFFAOYSA-N GDC-0623 O=C(NOCCO)c1ccc2cncn2c1Nc1ccc(I)cc1F 5.43919677 5.811107882 5.72250831 5.579362981 5.471046967 5.672258351 5.686386473 5.479914514 5.885346568 5.778578672 5.548497178 5.643109515
MYEJFUXQJGHEQK-ALRJYLEOSA-N PROSCILLARIDIN CC1OC(OC2C=C3CCC4C(CCC5(C)C(c6ccc(=O)oc6)CCC45O)C3(C)CC2)C(O)C(O)C1O 5.402267595 5.667640154 5.712230278 5.7312353 5.792883907 5.445731442 5.869477622 5.802147894 5.441814536 5.65435791 5.548400471 5.642562464
JROFGZPOBKIAEW-UHFFFAOYSA-N OSI-027 COc1cccc2cc(-c3nc(C4CCC(C(=O)O)CC4)n4ncnc(N)c34)[nH]c12 5.646256735 5.698803963 5.537679711 5.618918803 5.774947266 5.586272743 5.663130287 5.645768262 5.71829745 5.5270388 5.64455978 5.641970345
IPQVTOJGNYVQEO-UHFFFAOYSA-N SENNOSIDES O=C(O)c1cc(O)c2c(c1)C(C1c3cc(C(=O)O)cc(O)c3C(=O)c3c(OC4OC(CO)C(O)C(O)C4O)cccc31)c1cccc(OC3OC(CO)C(O)C(O)C3O)c1C2=O 5.646745406 5.79616016 5.371055963 5.707568949 5.592459132 5.785666405 5.699665174 5.489014816 5.678961374 5.55338003 5.739665587 5.641849363
WGOJWDWKHJHXSV-UHFFFAOYSA-N PF-03635659 CC(C)(CCC(C(N)=O)(c1ccccc1)c1ccccc1)N1CC(Oc2cccc(O)c2)C1 5.620596345 5.700235035 5.837394343 5.549409218 5.715727492 5.467443982 5.555768088 5.783584263 5.555955375 5.536501946 5.73721395 5.641802731
MQQNFDZXWVTQEH-UHFFFAOYSA-N Nafamostat N=C(N)c1ccc2cc(OC(=O)c3ccc(N=C(N)N)cc3)ccc2c1 5.572061699 5.617059474 5.436876336 5.563144962 5.613025295 5.682587043 5.827889813 5.772109584 5.667919395 5.650227141 5.651852631 5.641341216
WDQPAMHFFCXSNU-UHFFFAOYSA-N Clofazimine CC(C)N=c1cc2n(-c3ccc(Cl)cc3)c3ccccc3nc-2cc1Nc1ccc(Cl)cc1 5.765775666 5.822534034 5.614296945 5.468037693 5.726003513 5.782020082 5.46115706 5.920894348 5.482743325 5.525143999 5.47989195 5.640772602
YVUQSNJEYSNKRX-UHFFFAOYSA-N Pimozide O=c1[nH]c2ccccc2n1C1CCN(CCCC(c2ccc(F)cc2)c2ccc(F)cc2)CC1 5.631326401 5.650281661 5.442452633 5.537890595 5.723596024 5.776316511 5.858012633 5.543930914 5.435707033 5.648258232 5.788400288 5.639652084
XDBMBHVYXPBOPL-UHFFFAOYSA-N Isofloxythepin CC(C)c1ccc2c(c1)C(N1CCN(CCO)CC1)Cc1ccc(F)cc1S2 5.793884575 5.351190067 5.990037062 5.611866572 5.612668572 5.582482101 6.000334329 5.485631322 5.767422526 5.369240241 5.46731865 5.639279638
PVTHJAPFENJVNC-UQTMRZPGSA-N Kasugamycin CC1OC(OC2C(O)C(O)C(O)C(O)C2O)C(N)CC1N=C(N)C(=O)O 5.542416893 5.729631453 5.456611131 5.598822363 5.68728056 5.699559905 5.55895026 5.791452137 5.61954552 5.727019265 5.61408234 5.638670166
UFICVEHDQUKCEA-UHFFFAOYSA-N MGCD-265 Cn1cnc(-c2cc3nccc(Oc4ccc(NC(=S)NC(=O)Cc5ccccc5)cc4F)c3s2)c1 5.552322117 5.351541039 5.533970084 5.352312748 5.679795031 5.546770323 5.799391279 5.896495859 5.839690628 5.597645546 5.868040771 5.637997766
BAYYCLWCHFVRLV-UHFFFAOYSA-N CI-934 CCNCC1CCN(c2c(F)cc3c(=O)c(C(=O)O)cn(CC)c3c2F)C1 5.672889278 5.727805722 5.724429098 5.754483025 5.592911817 5.442772764 5.632928549 5.580104512 5.656180127 5.629512339 5.599647996 5.63760593
LDYMIBZOCSHLBG-UHFFFAOYSA-N RG 12915 O=C(NC1CN2CCC1CC2)c1cc(Cl)cc2c1OC1CCCCC21 5.50868018 5.611230836 5.778176769 5.714957148 5.603757925 5.833202179 5.68529007 5.722545347 5.505084707 5.520642165 5.524948841 5.637137833
LPMXVESGRSUGHW-HBYQJFLCSA-N OUABAIN CC1OC(OC2CC(O)C3(CO)C4C(O)CC5(C)C(C6=CC(=O)OC6)CCC5(O)C4CCC3(O)C2)C(O)C(O)C1O 5.768508058 5.983569619 5.3734516 5.680726685 5.512119651 5.768781058 5.655008382 5.494891865 5.645864557 5.675376025 5.446241076 5.636776234
PNUZDKCDAWUEGK-CYZMBNFOSA-N SITAFLOXACIN NC1CN(c2c(F)cc3c(=O)c(C(=O)O)cn(C4CC4F)c3c2Cl)CC12CC2 5.580891401 5.537651397 5.553238408 5.542914471 5.686597431 5.60099248 5.428027466 5.655047828 5.858965828 5.864329783 5.68959181 5.636204391
CMJCXYNUCSMDBY-ZDUSSCGKSA-N Encorafenib COC(=O)NC(C)CNc1nccc(-c2cn(C(C)C)nc2-c2cc(Cl)cc(NS(C)(=O)=O)c2F)n1 5.461821349 5.582265715 5.370132536 5.656134865 5.81657773 5.836491998 5.507042202 5.715765394 5.817686332 5.467267563 5.766206622 5.636126573
GERNFWKTMKWULM-UHFFFAOYSA-N S-9788 C=CCNc1nc(NCC=C)nc(N2CCC(NCC(c3ccc(F)cc3)c3ccc(F)cc3)CC2)n1 5.7089313 5.504620959 5.656533296 5.678175761 5.828602071 5.515271491 5.672550219 5.472345822 5.762688584 5.666610572 5.524077055 5.635491557
FASLTMSUPQDLIB-MHZLTWQESA-N Adomeglivant Cc1cc(OC(CCC(F)(F)F)c2ccc(C(=O)NCCC(=O)O)cc2)cc(C)c1-c1ccc(C(C)(C)C)cc1 5.601610419 5.559255024 5.580475762 5.582807569 5.986462251 5.53553034 5.681480193 5.727396641 5.589620202 5.572233365 5.569952957 5.635165884
ZBMZVLHSJCTVON-UHFFFAOYSA-N Sotalol CC(C)NCC(O)c1ccc(NS(C)(=O)=O)cc1 5.347622844 5.750936157 5.577844405 5.942278255 5.7123544 5.83091172 5.568588792 5.627084902 5.519547025 5.668729452 5.439806728 5.635064062
VRQMAABPASPXMW-HDICACEKSA-N AZD-4547 COc1cc(CCc2cc(NC(=O)c3ccc(N4CC(C)NC(C)C4)cc3)n[nH]2)cc(OC)c1 5.538664098 5.601920731 5.442551746 5.582846927 5.555820165 5.770209369 5.824273403 5.553523085 5.912272329 5.628682009 5.568315509 5.634461761
OVRBKKLFIRJPKY-UHFFFAOYSA-N AL 4114 COc1cc(F)cc2c1-c1c(OC)cc(F)cc1C21NC(=O)NC1=O 5.79794947 5.576488243 5.653472972 5.634086091 5.669471205 5.755879486 5.657866236 5.539952405 5.545528773 5.588290085 5.55492295 5.633991629
JOGKUKXHTYWRGZ-UHFFFAOYSA-N Dactolisib Cn1c(=O)n(-c2ccc(C(C)(C)C#N)cc2)c2c3cc(-c4cnc5ccccc5c4)ccc3ncc21 5.699503104 5.468034733 5.66915976 5.740285963 5.561602077 5.46169429 5.747577571 5.614300844 5.565211077 5.744461394 5.699501629 5.633757495
MLDQJTXFUGDVEO-UHFFFAOYSA-N Sorafenib CNC(=O)c1cc(Oc2ccc(NC(=O)Nc3ccc(Cl)c(C(F)(F)F)c3)cc2)ccn1 5.475780112 5.467711175 5.715554118 5.661076822 5.747410054 5.57516655 5.763890578 5.648570931 5.775485122 5.597331028 5.52451441 5.632044627
HNIFCPBQMKPRCX-UHFFFAOYSA-N Cligosiban COCc1nnc(N2CC(Oc3ccc(F)cc3Cl)C2)n1-c1ccc(OC)nc1 5.570333399 5.750944223 5.642861038 5.656773522 5.585184101 5.865800078 5.691156977 5.499813166 5.457688251 5.397033189 5.831449547 5.631730681
GQBRZBHEPUQRPL-IBGZPJMESA-N BMS-986202 Cc1noc(-c2ccc(-c3ccc(C4(C(=O)O)CC4)cc3)cc2)c1NC(=O)OC(C)c1ccccc1 5.814313213 6.010081152 5.433170126 5.547906971 5.753285404 5.515344139 5.327298913 5.754238896 5.68925892 5.52832689 5.575336766 5.631687399
YKFWMDHZMQLWBO-UHFFFAOYSA-N DISOBUTAMIDE CC(C)N(CCC(CCN1CCCCC1)(C(N)=O)c1ccccc1Cl)C(C)C 5.616289255 5.856643639 5.608251733 5.619992266 5.581868284 5.747239292 5.81339153 5.452858983 5.473070615 5.566233676 5.611176873 5.631546922
BBTFKAOFCSOZMB-UHFFFAOYSA-N Lotamilast CNc1nc(-c2cccc(NC(=O)c3ccc(C(=O)OC)cc3)c2)c2cc(OC)c(OC)cc2n1 5.584639475 5.720701202 5.752580014 5.610390389 5.734043691 5.562338558 5.469558817 5.482953401 5.576585398 5.803236579 5.643896079 5.630993055
PMBHAWNZPPNADR-HNNXBMFYSA-N WCK-1152 COc1c(N2CCC(N)C(C)(C)C2)c(F)cc2c(=O)c(C(=O)O)cn(C3CC3)c12 5.526088027 5.542237803 5.687037331 5.752224592 5.780687207 5.621168911 5.480102787 5.655598756 5.677831818 5.72420649 5.493126364 5.630937281
MXAYKZJJDUDWDS-LBPRGKRZSA-N Ixazomib CC(C)CC(NC(=O)CNC(=O)c1cc(Cl)ccc1Cl)B(O)O 5.686978919 5.372180642 5.439576327 5.463341527 5.818087584 5.742636674 5.585888967 5.785440256 5.568473523 5.807750535 5.657923253 5.629843473
QSPOQCXMGPDIHI-UHFFFAOYSA-N Motolimod CCCN(CCC)C(=O)C1=Cc2ccc(-c3ccc(C(=O)N4CCCC4)cc3)cc2N=C(N)C1 5.645605721 5.641420644 5.536377178 5.67829671 5.601385043 5.490459658 5.821879405 5.556880915 5.574938695 5.77815247 5.601892827 5.62975357
DFBIRQPKNDILPW-CIVMWXNOSA-N Triptolide CC(C)C12OC1C1OC13C1(C)CCC4=C(COC4=O)C1CC1OC13C2O 5.700981728 5.854844599 5.789906564 5.644267065 5.314338793 5.547848337 5.507511396 5.680817026 5.578171453 5.583860497 5.713203488 5.628704632
ZBIAKUMOEKILTF-UHFFFAOYSA-N Lidoflazine Cc1cccc(C)c1NC(=O)CN1CCN(CCCC(c2ccc(F)cc2)c2ccc(F)cc2)CC1 5.63777093 5.589789621 5.883043551 5.403685637 5.644391499 5.579845651 5.600776929 5.605411249 5.481108223 5.610489049 5.871126573 5.627948992
FBSKJMQYURKNSU-ZLSOWSIRSA-N Kusaginin CC1OC(OC2C(O)C(OCCc3ccc(O)c(O)c3)OC(CO)C2OC(=O)C=Cc2ccc(O)c(O)c2)C(O)C(O)C1O 5.74012886 5.275158721 5.586948526 5.762305094 5.512081725 5.662560635 5.325512299 5.570746404 5.845933681 5.69416997 5.918995518 5.626776494
DYVIEGCPUPGXOH-HGGPGNIHSA-N BENDACORT CC12CCC(=O)C=C1CCC1C2C(O)CC2(C)C1CCC2(O)C(=O)COC(=O)COc1nn(Cc2ccccc2)c2ccccc12 5.733050757 5.484991975 5.440434142 5.650277006 5.678289973 5.699726575 5.559298613 5.839179614 5.706027842 5.553357194 5.547814036 5.626586157
MLDQJTXFUGDVEO-FIBGUPNXSA-N Donafenib [H]C([H])([H])NC(=O)c1cc(Oc2ccc(NC(=O)Nc3ccc(Cl)c(C(F)(F)F)c3)cc2)ccn1 5.701105357 5.797878192 5.611640426 5.463649855 5.594943285 5.731684009 5.61493643 5.767257329 5.665403138 5.440360649 5.501562987 5.626401969
JQXXHWHPUNPDRT-WLSIYKJHSA-N RIFAMPICIN COC1C=COC2(C)Oc3c(C)c(O)c4c(O)c(c(C=NN5CCN(C)CC5)c(O)c4c3C2=O)NC(=O)C(C)=CC=CC(C)C(O)C(C)C(O)C(C)C(OC(C)=O)C1C 5.602530411 5.356039987 5.771739142 5.599128156 5.510493845 5.831178209 5.521444643 5.950254251 5.510112556 5.475226557 5.761912201 5.626369087
MHXGEROHKGDZGO-UHFFFAOYSA-N SGI-1776 CN1CCC(CNc2ccc3ncc(-c4cccc(OC(F)(F)F)c4)n3n2)CC1 5.761020296 5.851823442 5.431712615 5.363828715 5.377417745 5.634894867 5.634474824 5.791878562 5.706923689 5.829032779 5.501624904 5.625875676
JURYTIUJMYPBNN-GKCIPKSASA-N LY-900009 CC(NC(=O)C(O)C(C)C)C(=O)NC1C(=O)N(C)c2ccccc2-c2ccccc21 5.576462159 5.798189744 5.498248204 5.692504446 5.795628041 5.491024739 5.546714136 5.590555609 5.72759053 5.417585473 5.748962022 5.625769555
SJFBTAPEPRWNKH-CCKFTAQKSA-N Delanzomib CC(C)CC(NC(=O)C(NC(=O)c1cccc(-c2ccccc2)n1)C(C)O)B(O)O 5.683016191 5.532450034 5.721195582 5.891811191 5.700133258 5.643935693 5.308156034 5.65981379 5.468163171 5.578668625 5.694762631 5.625646018
FNDDDNOJWPQCBZ-ZDUSSCGKSA-N Sutezolid CC(=O)NCC1CN(c2ccc(N3CCSCC3)c(F)c2)C(=O)O1 5.747995797 5.711196324 5.662231688 5.421162046 5.682756058 5.660200853 5.469238585 5.476873892 5.626396775 5.792356058 5.628481151 5.625353566
LDYMIBZOCSHLBG-QGTPRVQTSA-N RG-12915 O=C(NC1CN2CCC1CC2)c1cc(Cl)cc2c1OC1CCCCC21 5.706560966 5.589244528 5.600881309 5.575057036 5.737185106 5.484568745 5.475041941 5.715609625 5.499067308 5.779275819 5.71325462 5.625067909
PVEVXUMVNWSNIG-PDPGNHKXSA-N BLASTOMYCIN CCCCC1C(=O)OC(C)C(NC(=O)c2cccc(NC=O)c2O)C(=O)OC(C)C1OC(=O)CC(C)C 5.717543515 5.408404247 5.626452914 5.743284218 5.681669523 5.82408601 5.820784344 5.39120873 5.609061641 5.601233316 5.447661109 5.624671779
SGOIRFVFHAKUTI-ZCFIWIBFSA-N Tenofovir CC(Cn1cnc2c(N)ncnc21)OCP(=O)(O)O 5.56021742 5.859319471 5.32199513 5.644992931 5.83311314 5.711339111 5.570325209 5.586599311 5.550320745 5.553297477 5.673566679 5.624098784
WZRCQWQRFZITDX-UHFFFAOYSA-N Norcoclaurine Oc1ccc(CC2NCCc3cc(O)c(O)cc32)cc1 5.486362661 5.529533981 5.608245915 5.477613659 5.824535637 5.678701828 5.507157726 5.944523113 5.743189691 5.311516496 5.743733929 5.62319224
PMTSPAGBAFCORP-HBUONDEYSA-N Peruvoside COC1C(O)C(C)OC(OC2CCC3(C=O)C(CCC4C3CCC3(C)C(C5=CC(=O)OC5)CCC43O)C2)C1O 5.410904023 5.688422706 5.871604527 5.713934726 5.401874412 5.5064153 5.60348468 5.754725048 5.799969599 5.4310645 5.66053095 5.622084588
KKKRKRMVJRHDMG-UHFFFAOYSA-N R-1487 Cn1c(=O)c(Oc2ccc(F)cc2F)cc2cnc(NC3CCOCC3)nc21 5.645651923 5.689148868 5.479426432 5.457932398 5.702387669 5.764371324 5.568470436 5.614557153 5.548314668 5.71162981 5.657378169 5.621751714
MJZJYWCQPMNPRM-UHFFFAOYSA-N BRL-6231 CC1(C)N=C(N)N=C(N)N1OCCCOc1cc(Cl)c(Cl)cc1Cl 5.522362634 5.635614938 5.524655102 5.847654441 5.814594246 5.816037437 5.436160148 5.406485519 5.530918515 5.688110582 5.615004695 5.621599842
FIVSJYGQAIEMOC-ZGNKEGEESA-N SCH 619734 CC(OCC1(c2ccccc2)CCC2(CCC(=O)N2)CN1)c1cc(C(F)(F)F)cc(C(F)(F)F)c1 5.56224111 5.561530314 5.429747264 5.601703018 5.657234901 5.627236268 5.848825729 5.901814684 5.408496865 5.642862124 5.595358049 5.62155003
MMSNEKOTSJRTRI-LLVKDONJSA-N Atreleuton CC(C#Cc1ccc(Cc2ccc(F)cc2)s1)N(O)C(N)=O 5.589117472 5.386835329 5.691298678 5.881052924 5.480299995 5.645775735 5.764425679 5.857775151 5.464736885 5.499562735 5.562316464 5.620290641
QRGHOAATPOLDPF-BYICEURKSA-N Nanatinostat O=C(NO)c1cnc(N2CC3C(C2)C3NCc2ccc3cc(F)ccc3n2)nc1 5.548196321 5.708534229 5.672468865 5.672895944 5.630986855 5.638368348 5.545777088 5.625754685 5.580558765 5.738430037 5.458595565 5.620051518
NOQBAJLIGCZEQP-CREOWZIVSA-N BC-7013 C=CC1(C)CC(OC(=O)CSc2ccc(CO)cc2)C2(C)C(C)CCC3(CCC(=O)C32)C(C)C1O 5.563062279 5.471176739 5.819156283 5.629549183 5.471053311 5.673104785 5.411213491 5.776144787 5.632096926 5.668203725 5.702535281 5.619754254
ZEZFKUBILQRZCK-MJSCXXSSSA-N ZGN-433 COC1C(OC(=O)C=Cc2ccc(OCCN(C)C)cc2)CCC2(CO2)C1C1(C)OC1CC=C(C)C 5.531722318 5.801931504 5.624897044 5.604083434 5.513108624 5.507511368 5.604784505 5.532458307 5.723419914 5.75517806 5.615656162 5.61952284
MINDHVHHQZYEEK-HBBNESRFSA-N Mupirocin CC(=CC(=O)OCCCCCCCCC(=O)O)CC1OCC(CC2OC2C(C)C(C)O)C(O)C1O 5.61378015 5.523926895 5.829298185 5.806109786 5.679091402 5.743833808 5.518823896 5.540911594 5.350131394 5.682625614 5.518802867 5.61884869
UEMLYRZWLVXWRU-UHFFFAOYSA-N SULFATHIOUREA NC(=S)NS(=O)(=O)c1ccc(N)cc1 5.39267556 5.712932598 5.583773053 5.352528894 5.798470398 5.716587428 5.747700696 5.609413158 5.866124537 5.512914624 5.494570524 5.617062861
KMNLXCBYBKHKSK-BKMJKUGQSA-N CP-105696 O=C(O)C1(c2ccc3c(c2)OCC(Cc2ccc(-c4ccccc4)cc2)C3O)CCCC1 5.590734849 5.545836144 5.493263482 5.595861171 5.593802558 5.678283785 5.69128866 5.735545383 5.705515146 5.606314685 5.538047272 5.615863012
HIANJWSAHKJQTH-UHFFFAOYSA-N Pemirolast Cc1cccn2c(=O)c(-c3nn[nH]n3)cnc12 5.551043052 5.558917391 5.663138265 5.460129826 5.482310029 5.820105137 5.53875538 5.812316601 5.604733124 5.701737036 5.575342548 5.615320763
BDSYKGHYMJNPAB-LICBFIPMSA-N Ulobetasol propionate CCC(=O)OC1(C(=O)CCl)C(C)CC2C3CC(F)C4=CC(=O)C=CC4(C)C3(F)C(O)CC21C 5.506450294 5.587831227 5.810710793 5.651404115 5.45960096 5.822855401 5.694446215 5.724655865 5.534089583 5.425534542 5.549720966 5.615209087
SLZBEPLWGGRZAY-UHFFFAOYSA-N ICI-D2138 COC1(c2cc(F)cc(OCc3ccc4c(ccc(=O)n4C)c3)c2)CCOCC1 5.364516781 5.525158078 5.514780879 5.836544165 5.577650104 5.699781301 5.691468407 5.67193586 5.653967936 5.5158096 5.711855693 5.6148608
NMUSYJAQQFHJEW-KVTDHHQDSA-N Azacitidine Nc1ncn(C2OC(CO)C(O)C2O)c(=O)n1 5.656784803 5.710541338 5.606878706 5.650919174 5.426950798 5.486531507 5.52586282 5.679569963 5.860397363 5.517272695 5.64121825 5.614811583
GCIKSSRWRFVXBI-UHFFFAOYSA-N Tozasertib Cc1cc(Nc2cc(N3CCN(C)CC3)nc(Sc3ccc(NC(=O)C4CC4)cc3)n2)n[nH]1 5.495706323 5.625158773 5.673938669 5.350344992 5.372119045 5.676103277 5.84859979 5.604509193 5.672170084 5.627677884 5.814037168 5.614578654
KXMZDGSRSGHMMK-VWLOTQADSA-N Bemcentinib Nc1nc(Nc2ccc3c(c2)CCC(N2CCCC2)CC3)nn1-c1cc2c(nn1)-c1ccccc1CCC2 5.754995315 5.593844169 5.704988806 5.653355952 5.779165886 5.311717763 5.614719388 5.7559629 5.60393276 5.460695071 5.523465127 5.614258467
CVASBKDYSQKLSO-UHFFFAOYSA-N Tedatioxetine Cc1ccc(Sc2ccccc2C2CCNCC2)cc1 5.620188564 5.676641686 5.379960832 5.500130096 5.476234244 5.847470977 5.487526118 5.926297497 5.712035939 5.484986294 5.645109974 5.614234748
FJLRGFADCXTJNV-CAWMZFRYSA-N TIBALOSINE CC(NCCCCc1ccccc1)C(O)c1ccc2c(c1)CCS2 5.535856313 5.532010075 5.585969305 5.850803305 5.641471759 5.751282268 5.470672609 5.923016495 5.402621275 5.626871516 5.430416234 5.613726469
JBSNALXXNTWUEC-SFQUDFHCSA-N BILB-1941ZW Cn1c(-c2ccccn2)c(C2CCCC2)c2ccc(C(=O)NC3(C(=O)Nc4ccc(C=CC(=O)O)cc4)CCC3)cc21 5.682634654 5.638005406 5.598923065 5.658254049 5.705163338 5.440246571 5.837235343 5.642581738 5.569899314 5.491098568 5.476279124 5.61275647
ULRDYYKSPCRXAJ-KRWDZBQOSA-N Mibampator CC(CNS(=O)(=O)C(C)C)c1ccc(-c2ccc(CCNS(C)(=O)=O)cc2)cc1 5.860636251 5.410407405 5.894219768 5.722544679 5.748553017 5.870627137 5.34274263 5.450458542 5.610708889 5.382937189 5.434165247 5.611636432
SOROUYSPFADXSN-SUWVAFIASA-N TALAMPICILLIN CC1(C)SC2C(NC(=O)C(N)c3ccccc3)C(=O)N2C1C(=O)OC1OC(=O)c2ccccc21 5.500349481 5.634466377 5.511482225 5.545937816 5.64407611 5.66391409 5.535234429 5.766270007 5.250401547 5.679258915 5.992818788 5.611291799
PUFQVTATUTYEAL-UHFFFAOYSA-N Cinchocaine CCCCOc1cc(C(=O)NCCN(CC)CC)c2ccccc2n1 5.487227061 5.758263674 5.617545733 5.55343512 5.725726245 5.513098922 5.785089635 5.549315542 5.497647798 5.497606853 5.732291637 5.610658929
WYUSVOMTXWRGEK-HBWVYFAYSA-N Cefpodoxime COCC1=C(C(=O)O)N2C(=O)C(NC(=O)C(=NOC)c3csc(N)n3)C2SC1 5.623564402 5.423029983 5.715131011 5.482101879 5.521766437 5.771117988 5.688215678 5.647912192 5.671010112 5.512537088 5.658999327 5.610489645
ANOGOQXCGBMIJV-UHFFFAOYSA-N enolicam O=C(Nc1ccc(Cl)c(Cl)c1)C1=C(O)c2cc(Cl)ccc2S(=O)(=O)CC1 5.365063068 5.732668449 5.646112548 5.315239078 5.59405315 5.802122477 5.539623445 5.769925995 5.725922659 5.393477376 5.818103296 5.609301049
YSXKPIUOCJLQIE-UHFFFAOYSA-N Biperiden OC(CCN1CCCCC1)(c1ccccc1)C1CC2C=CC1C2 5.694263228 5.880887519 5.725125939 5.36238725 5.679704438 5.524477569 5.498964544 5.579852243 5.602093903 5.580823129 5.57103971 5.609056316
ZRJBHWIHUMBLCN-YQEJDHNASA-N Huperzine A CC=C1C2C=C(C)CC1(N)c1ccc(=O)[nH]c1C2 5.532208929 5.590378285 5.631086989 5.653554622 5.576460656 5.760288294 5.565474259 5.6865514 5.493879411 5.559363053 5.642384719 5.608330056
FBQPGGIHOFZRGH-UHFFFAOYSA-N LUCANTHONE CCN(CC)CCNc1ccc(C)c2sc3ccccc3c(=O)c12 5.635012707 5.638125421 5.818046085 5.445865272 5.439078517 5.74220304 5.711712672 5.596645967 5.499932679 5.605990351 5.549628875 5.607476508
DBOZSKOENGSGEJ-UHFFFAOYSA-N abunidazole Cn1c([N+](=O)[O-])cnc1C(O)c1cc(C(C)(C)C)ccc1O 5.446338337 5.59927654 5.651635906 5.7662046 5.81833819 5.601751749 5.505095063 5.474158666 5.502300342 5.701634826 5.612583175 5.607210672
RIKZRSJVZWKHNX-UHFFFAOYSA-N MM-433593 COc1cc(NC(=O)C(=O)c2c(C)n(Cc3ccc(Cl)cc3)c3ccc(C)cc23)ccn1 5.530946567 5.605388019 5.465812107 5.692714561 5.543159627 5.611391181 5.586829464 5.533861572 5.634245056 5.788765868 5.65923266 5.604758789
HSQAARMBHJCUOK-UHFFFAOYSA-N AZD-9056 O=C(NCC12CC3CC(CC(C3)C1)C2)c1cc(CCCNCCCO)ccc1Cl 5.598321684 5.412939877 5.733743584 5.625932044 5.655290883 5.618316601 5.771637902 5.463994467 5.415488349 5.772197745 5.583612467 5.6046796
LJIZUXQINHXGAO-ITWZMISCSA-N Glenvastatin CC(C)c1nc(-c2ccccc2)cc(-c2ccc(F)cc2)c1C=CC1CC(O)CC(=O)O1 5.603874298 5.843255385 5.667160245 5.438258451 5.46306498 5.675315321 5.487072141 5.604347445 5.638141107 5.653756008 5.575975341 5.60456552
JEGHXKRHKHPBJD-UHFFFAOYSA-N CH-5132799 CS(=O)(=O)N1CCc2c(-c3cnc(N)nc3)nc(N3CCOCC3)nc21 5.605949112 5.533901926 5.718484416 5.487210076 5.531907673 5.671549336 5.63254092 5.573930705 5.558615454 5.595871159 5.736294663 5.60420504
NBRQRXRBIHVLGI-OWXODZSWSA-N Incyclinide NC(=O)C1=C(O)C2(O)C(=O)C3=C(O)c4c(O)cccc4CC3CC2CC1=O 5.522753957 5.744327392 5.665371139 5.541403367 5.612077482 5.62221722 5.623225181 5.701073287 5.57248652 5.524799324 5.513091531 5.603893309
VEPKQEUBKLEPRA-UHFFFAOYSA-N Neflamapimod O=c1ncn2nc(Sc3ccc(F)cc3F)ccc2c1-c1c(Cl)cccc1Cl 5.622206605 5.549585478 5.928302372 5.568089916 5.737816267 5.345932041 5.478568206 5.513152984 5.666213407 5.832021816 5.396499048 5.603489831
DYDCPNMLZGFQTM-UHFFFAOYSA-N Delafloxacin Nc1nc(-n2cc(C(=O)O)c(=O)c3cc(F)c(N4CC(O)C4)c(Cl)c32)c(F)cc1F 5.621745696 5.638857159 5.494190732 5.528666076 5.637660373 5.559904077 5.646293606 5.589981616 5.69966137 5.670336919 5.548071838 5.603215406
MBUVEWMHONZEQD-UHFFFAOYSA-N Azelastine CN1CCCC(n2nc(Cc3ccc(Cl)cc3)c3ccccc3c2=O)CC1 5.555619562 5.692119569 5.422276556 5.882667433 5.671179024 5.68667044 5.611587655 5.471568656 5.447990429 5.486359798 5.707036883 5.603188728
BPZSYCZIITTYBL-YJYMSZOUSA-N Formoterol COc1ccc(CC(C)NCC(O)c2ccc(O)c(NC=O)c2)cc1 5.388785964 5.731105504 5.700253524 5.543503618 5.615022251 6.082922774 5.633857855 5.397896124 5.375194329 5.346060708 5.8143638 5.602633314
FWYMMXUDTATKLG-PGLMLKKXSA-N E-7974 CC(=CC(C(C)C)N(C)C(=O)C(NC(=O)C1CCCCN1C(C)C)C(C)(C)C)C(=O)O 5.355252125 5.71855398 5.613634848 5.596185076 5.610263319 5.820201843 5.595273341 5.642706394 5.579346539 5.439201429 5.658029252 5.602604377
MPUQHZXIXSTTDU-QXGSTGNESA-N Pevonedistat NS(=O)(=O)OCC1CC(n2ccc3c(NC4CCc5ccccc54)ncnc32)CC1O 5.66571223 5.465445482 5.583656311 5.684855532 5.48992827 5.68099625 5.324527905 5.795959675 5.609357957 5.673401317 5.654761352 5.602600207
GJXWDTUCERCKIX-UHFFFAOYSA-N Fosmidomycin O=CN(O)CCCP(=O)(O)O 5.503347141 5.584385578 5.603687415 5.475000673 5.432929471 5.806670838 5.676606111 5.629057978 5.589309961 5.577013168 5.743276615 5.601934995
JCZYXTVBWHAWLL-UHFFFAOYSA-N Clopimozide O=c1[nH]c2cc(Cl)ccc2n1C1CCN(CCCC(c2ccc(F)cc2)c2ccc(F)cc2)CC1 5.614118713 5.655556004 5.606152878 5.689790088 5.873817038 5.661528213 5.354671549 5.567011845 5.286302399 5.651887321 5.659404582 5.601840057
INAAIJLSXJJHOZ-UHFFFAOYSA-N Pibenzimol CN1CCN(c2ccc3nc(-c4ccc5nc(-c6ccc(O)cc6)[nH]c5c4)[nH]c3c2)CC1 5.7008615 5.574016032 5.470931242 5.555901627 5.686058614 5.497945303 5.532008492 5.740950902 5.687741559 5.579698329 5.585665451 5.601070823
LTMHDMANZUZIPE-PUGKRICDSA-N Digoxin CC1OC(OC2C(O)CC(OC3C(O)CC(OC4CCC5(C)C(CCC6C5CC(O)C5(C)C(C7=CC(=O)OC7)CCC65O)C4)OC3C)OC2C)CC(O)C1O 5.443888077 5.733626485 5.571597615 5.641621873 5.888727781 5.55775925 5.47115086 5.790413741 5.45741248 5.576837055 5.472250443 5.600480514
WVLHHLRVNDMIAR-IBGZPJMESA-N AMD-070 NCCCCN(Cc1nc2ccccc2[nH]1)C1CCCc2cccnc21 5.558061275 5.591779891 5.785099739 5.573735461 5.622385669 5.574797556 5.403696457 5.484959356 5.752864637 5.549064117 5.703487066 5.599993748
FONCZICQWCUXEB-RUZDIDTESA-N Ertiprotafib Cc1cc(-c2c3ccccc3c(Br)c3sc(C)c(C)c23)cc(C)c1OC(Cc1ccccc1)C(=O)O 5.254744164 5.828926396 5.470593294 5.863294617 5.701330991 5.536438059 5.805476322 5.453119534 5.470228686 5.734367727 5.47744464 5.59963313
AHOUBRCZNHFOSL-YOEHRIQHSA-N paroxetine Fc1ccc(C2CCNCC2COc2ccc3c(c2)OCO3)cc1 5.695740298 5.626988979 5.785186649 5.320529792 5.604377496 5.692939859 5.610783972 5.607912209 5.432572933 5.601137402 5.616309673 5.599498115
RRGUKTPIGVIEKM-UHFFFAOYSA-N Cilostazol O=C1CCc2cc(OCCCCc3nnnn3C3CCCCC3)ccc2N1 5.554980189 5.608406263 5.456212495 5.647967624 5.606157725 5.562083126 5.890146198 5.542846598 5.576181939 5.575720902 5.570617021 5.599210916
SEDUMQWZEOMXSO-UHFFFAOYSA-N SB 265610 N#Cc1ccc(NC(=O)Nc2ccccc2Br)c2n[nH]nc12 5.822340301 5.726158282 5.361203029 5.640035927 5.560946745 5.426600594 5.336004991 5.775009898 5.899073022 5.584772684 5.454910039 5.598823229
RPVGLMKJGQMQSN-UHFFFAOYSA-N TILIQUINOL Cc1ccc(O)c2ncccc12 5.551311272 5.532645741 5.516899435 5.700802913 5.625810868 5.737633644 5.79587751 5.527995658 5.523225617 5.585658803 5.48746028 5.598665613
PZFAZQUREQIODZ-LJQANCHMSA-N Gepotidacin O=c1ccc2ncc(=O)n3c2n1CC3CN1CCC(NCc2cc3c(cn2)OCCC3)CC1 5.484770234 5.614511414 5.694391522 5.703847974 5.367627826 5.579807615 5.788549966 5.514609108 5.562037072 5.755031193 5.514268665 5.598132053
AUZONCFQVSMFAP-UHFFFAOYSA-N Disulfiram CCN(CC)C(=S)SSC(=S)N(CC)CC 5.497118975 5.591409404 5.268248094 5.814926849 5.683572732 5.716552717 5.650276644 5.65587593 5.725737233 5.672809221 5.302612863 5.598103697
FBOZXECLQNJBKD-ZDUSSCGKSA-N Methotrexate CN(Cc1cnc2nc(N)nc(N)c2n1)c1ccc(C(=O)NC(CCC(=O)O)C(=O)O)cc1 5.538840966 5.409134966 5.748835004 5.387465335 5.590829965 5.63370584 5.712636261 5.591590341 5.700207196 5.570589113 5.694203946 5.598003539
LGGDLPSXAGQFSG-UHFFFAOYSA-N COH-29 O=C(Nc1nc(-c2ccc(O)c(O)c2)c(-c2ccccc2)s1)c1ccc(O)c(O)c1 5.706612993 5.431123422 5.485448556 5.707298469 5.576665441 5.483089331 5.732252136 5.701009056 5.592987865 5.401182782 5.750426228 5.597099662
IHOVFYSQUDPMCN-XAKVHENESA-N ZOSUQUIDAR OC(COc1cccc2ncccc12)CN1CCN(C2c3ccccc3C3C(c4ccccc42)C3(F)F)CC1 5.495446071 5.674459013 5.586899955 5.47937158 5.547893389 5.826823382 5.798958088 5.44840326 5.516557963 5.674825236 5.508712983 5.59621372
AEOCXXJPGCBFJA-UHFFFAOYSA-N Ethionamide CCc1cc(C(N)=S)ccn1 5.606421041 5.480978851 5.714204921 5.624768946 5.584218569 5.616460741 5.647154028 5.62355755 5.711540386 5.47082072 5.475527866 5.595968511
GISXTRIGVCKQBX-UHFFFAOYSA-N Tinostamustine Cn1c(CCCCCCC(=O)NO)nc2cc(N(CCCl)CCCl)ccc21 5.859222749 5.785148729 5.232470006 5.66262656 5.640268873 5.368562534 5.807131891 5.553765387 5.594035566 5.526309973 5.521342183 5.59553495
ZTFBIUXIQYRUNT-MDWZMJQESA-N Mubritinib FC(F)(F)c1ccc(C=Cc2nc(COc3ccc(CCCCn4ccnn4)cc3)co2)cc1 5.622688792 5.522949053 5.542169004 5.721565675 5.596755348 5.716128743 5.652318906 5.430028688 5.641681976 5.582636869 5.51398086 5.594809447
FWFGIHPGRQZWIW-SQNIBIBYSA-N CHR-2797 CC(C)CC(C(=O)NC(C(=O)OC1CCCC1)c1ccccc1)C(O)C(=O)NO 5.657828083 5.589342702 5.325958461 5.660738836 5.72875734 5.500842166 5.807053691 5.596982726 5.529908489 5.65612434 5.479659719 5.593926959
CTQMJYWDVABFRZ-UHFFFAOYSA-N CLOXYQUIN Oc1ccc(Cl)c2cccnc12 5.605475381 5.64116034 5.546799448 5.472327848 5.576814638 5.628847549 5.47921682 5.397355591 5.703909243 5.772978489 5.706411933 5.593754298
QGYGTMZEJNOHNU-UHFFFAOYSA-N TCD-717 CN(c1ccc(Cl)cc1)c1cc[n+](Cc2ccc(-c3ccc(C[n+]4ccc(N(C)c5ccc(Cl)cc5)c5ccccc54)cc3)cc2)c2ccccc12 5.724848978 5.575217134 5.316170538 5.607367694 5.71902222 5.543037232 5.620911371 5.474711018 5.695720346 5.474667824 5.778531573 5.593655084
FJLRGFADCXTJNV-IIBYNOLFSA-N tibalosin CC(NCCCCc1ccccc1)C(O)c1ccc2c(c1)CCS2 5.528306402 5.388643322 5.5014881 5.607510678 5.394827086 5.843860048 5.972223027 5.364866612 5.647304965 5.694150292 5.583770601 5.593359194
OONFNUWBHFSNBT-HXUWFJFHSA-N AEE-788 CCN1CCN(Cc2ccc(-c3cc4c(NC(C)c5ccccc5)ncnc4[nH]3)cc2)CC1 5.391444937 5.629465665 5.656445321 5.492917567 5.617084375 5.519103907 5.52441415 5.541044785 5.488575067 5.804303525 5.853677163 5.592588769
QXRSDHAAWVKZLJ-PVYNADRNSA-N Patupilone CC(=Cc1csc(C)n1)C1CC2OC2(C)CCCC(C)C(O)C(C)C(=O)C(C)(C)C(O)CC(=O)O1 5.596231211 5.524851662 5.661181205 5.609740162 5.672891945 5.564318445 5.483991355 5.791064235 5.51503404 5.587957776 5.502294897 5.591777903
QXTWSUQCXCWEHF-JXMROGBWSA-N Debio-1452 Cc1c(CN(C)C(=O)C=Cc2cnc3c(c2)CCC(=O)N3)oc2ccccc12 5.366801169 5.770578318 5.619631646 5.780344198 5.545090542 5.668527467 5.732979883 5.328524762 5.481854267 5.503576879 5.707443996 5.591395739
VJJPUSNTGOMMGY-MRVIYFEKSA-N ETOPOSIDE COc1cc(C2c3cc4c(cc3C(OC3OC5COC(C)OC5C(O)C3O)C3COC(=O)C23)OCO4)cc(OC)c1O 5.679903234 5.734995469 5.537347431 5.538974959 5.570472266 5.257854546 5.287870874 5.792187019 5.569830768 5.76186692 5.772680488 5.59127127
SRVFFFJZQVENJC-IHRRRGAJSA-N Aloxistatin CCOC(=O)C1OC1C(=O)NC(CC(C)C)C(=O)NCCC(C)C 5.701872487 5.894437495 5.499508489 5.604509569 5.57401219 5.458926993 5.44019825 5.510264459 5.550985779 5.500502027 5.762485657 5.590700309
RJIWZDNTCBHXAL-UHFFFAOYSA-N Nitroxoline O=[N+]([O-])c1ccc(O)c2ncccc12 5.460729935 5.527259449 5.542078025 5.499861404 5.628553674 5.455080689 5.760490688 5.671465135 5.500303289 5.794429021 5.654651467 5.590445707
RJCWBNBKOKFWNY-IDPLTSGASA-N Omaveloxolone CC1(C)CCC2(NC(=O)C(C)(F)F)CCC3(C)C(C(=O)C=C4C5(C)C=C(C#N)C(=O)C(C)(C)C5CCC43C)C2C1 5.581765842 5.776237595 5.869411814 5.760897026 5.519415006 5.494084143 5.588606987 5.578490788 5.468960426 5.363922607 5.49265945 5.590404699
QZVNQOLPLYWLHQ-ZEQKJWHPSA-N BENIDIPINE COC(=O)C1=C(C)NC(C)=C(C(=O)OC2CCCN(Cc3ccccc3)C2)C1c1cccc([N+](=O)[O-])c1 5.636684036 5.552965639 5.691667324 5.582849993 5.493512967 5.692912414 5.497524878 5.616001764 5.487563008 5.532777148 5.704407913 5.589897008
JXLYSJRDGCGARV-XQKSVPLYSA-N Vinblastine CCC1(O)CC2CN(CCc3c([nH]c4ccccc34)C(C(=O)OC)(c3cc4c(cc3OC)N(C)C3C(O)(C(=O)OC)C(OC(C)=O)C5(CC)C=CCN6CCC43C65)C2)C1 5.759585109 5.427554492 5.935690798 5.474358136 5.659959474 5.606822308 5.510635915 5.862218399 5.35815556 5.637013735 5.25344126 5.589585017
UJEAABFSXKCSGI-UHFFFAOYSA-N MK-8245 O=C(O)Cn1nnc(-c2cc(N3CCC(Oc4cc(F)ccc4Br)CC3)no2)n1 5.680014816 5.574868161 5.657671458 5.588400116 5.594228587 5.63905928 5.629325936 5.584824548 5.608101341 5.46334195 5.46193852 5.589252247
ZLHZLMOSPGACSZ-NSHDSACASA-N Pretomanid O=[N+]([O-])c1cn2c(n1)OCC(OCc1ccc(OC(F)(F)F)cc1)C2 5.435482261 5.863786692 5.390795731 5.330342631 5.651684555 5.988197504 5.526045544 5.658908444 5.504576574 5.320176557 5.808194741 5.588926476
IKNZXGXQOQHHJA-RCCFBDPRSA-N FF-705 CC(=O)OCC1OC(n2cc(F)c(=O)n(C(=O)c3cccc(C)c3)c2=O)CC1OC(C)=O 5.607805503 5.580651468 5.420647774 5.578035764 5.530560586 5.63998346 5.65904574 5.702624743 5.542686759 5.55785074 5.654442814 5.588575941
OGWKCGZFUXNPDA-XQKSVPLYSA-N Vincristine CCC1(O)CC2CN(CCc3c([nH]c4ccccc34)C(C(=O)OC)(c3cc4c(cc3OC)N(C=O)C3C(O)(C(=O)OC)C(OC(C)=O)C5(CC)C=CCN6CCC43C65)C2)C1 5.595289992 5.478722908 5.620752084 5.515922313 5.782231612 5.905035257 5.615412851 5.578324772 5.808964813 5.174764759 5.392856809 5.588025288
CWHUFRVAEUJCEF-UHFFFAOYSA-N Buparlisib Nc1cc(C(F)(F)F)c(-c2cc(N3CCOCC3)nc(N3CCOCC3)n2)cn1 5.798475456 5.488343488 5.754657906 5.488499294 5.69977516 5.636166081 5.453077239 5.58940853 5.582091165 5.563451247 5.41296333 5.587900809
VLULRUCCHYVXOH-UHFFFAOYSA-N ONC-201 Cc1ccccc1CN1C(=O)C2=C(CCN(Cc3ccccc3)C2)N2CCN=C12 5.433958926 5.497045667 5.731529475 5.428421136 5.627305175 5.444952338 5.800399614 5.868431794 5.626440359 5.527462855 5.465108941 5.586459662
VHEJZMZHDUPRNV-UZYVYHOESA-N diclofurime CCN(CC)CCON=C(c1ccco1)c1ccc(OC)c(Cl)c1Cl 5.525564893 5.378793844 5.510789683 5.649810963 5.461819581 5.515265845 5.520374927 5.601086 5.825103162 5.758907657 5.69299145 5.585500728
NOYPYLRCIDNJJB-UHFFFAOYSA-N Trimetrexate COc1cc(NCc2ccc3nc(N)nc(N)c3c2C)cc(OC)c1OC 5.488667056 5.665844555 5.684219433 5.668122122 5.807775436 5.484499249 5.523428906 5.405983365 5.544236469 5.690995008 5.47391203 5.585243966
NNTYBKTXMKBRFA-CQSZACIVSA-N CRS-3123 O=c1cc(NCCCNC2CCOc3c(Br)cc(Br)cc32)[nH]c2ccsc12 5.494816843 5.549625288 5.628441419 5.549341764 5.573466142 5.496711869 5.568664078 5.652072222 5.796689656 5.477898492 5.645666908 5.584854062
HAGHKJDWBDSFKC-UHFFFAOYSA-N Y 29794 CC(C)c1ccc(C(=O)c2cccs2)c(SCCCCCCCCN(C)C)n1 5.608904179 5.575117895 5.489364702 5.543387003 5.683631351 5.339239674 5.617995705 5.569025147 5.77547176 5.635852443 5.590440714 5.584402779
AQHHHDLHHXJYJD-UHFFFAOYSA-N Propranolol CC(C)NCC(O)COc1cccc2ccccc12 5.684110591 5.574809676 5.568347765 5.419538028 5.733156296 5.419783187 5.685706891 5.638073123 5.682174441 5.451017175 5.568830123 5.584140663
ZJAOAACCNHFJAH-UHFFFAOYSA-N Foscarnet O=C(O)P(=O)(O)O 5.513892082 5.348338077 5.614635182 5.674065335 5.754516246 5.669042938 5.740354164 5.424086637 5.69224079 5.624101296 5.369116955 5.584035427
WTSKMKRYHATLLL-UHFFFAOYSA-N Emitefur CCOCn1cc(F)c(=O)n(C(=O)c2cccc(C(=O)Oc3nc(OC(=O)c4ccccc4)ccc3C#N)c2)c1=O 5.768136551 5.637115061 5.607993833 5.587342993 5.382843749 5.68426088 5.559962255 5.601463091 5.509340301 5.471476322 5.611669189 5.583782202
BIAVGWDGIJKWRM-FQEVSTJZSA-N Talnetant CCC(NC(=O)c1c(O)c(-c2ccccc2)nc2ccccc12)c1ccccc1 5.685406548 5.379934962 5.645413341 5.748945535 5.505303578 5.590282658 5.647167856 5.674877682 5.353100126 5.47026653 5.715556817 5.583295967
SBMNVHIVWGXGAG-HOFKKMOUSA-N YM-430 COC([O-])=C1C(C)=NC(C)=C(C(=O)OCCCC[NH2+]CC(O)COc2ccccc2)C1c1cccc([N+](=O)[O-])c1 5.79771057 5.454372333 5.282760927 5.602371235 5.571646448 5.80597233 5.606997566 5.532920636 5.759812296 5.602462826 5.395812245 5.582985401
GWVJLVHNKMLXRM-RPWUZVMVSA-N Naltiazem COc1ccc(C2Sc3c(ccc4ccccc34)N(CCN(C)C)C(=O)C2OC(C)=O)cc1 5.57540756 5.563991804 5.622325549 5.793850541 5.439683999 5.470857565 5.553051064 5.791000264 5.510017904 5.422611759 5.66113007 5.58217528
KQXDHUJYNAXLNZ-XQSDOZFQSA-N Salinomycin CCC(C(=O)O)C1CCC(C)C(C(C)C(O)C(C)C(=O)C(CC)C2OC3(C=CC(O)C4(CCC(C)(C5CCC(O)(CC)C(C)O5)O4)O3)C(C)CC2C)O1 5.630107121 5.463529156 5.400963974 5.631148848 5.849825921 5.40858315 5.402804832 5.477114518 5.723471461 5.586378172 5.825284401 5.581746505
YEOTYALSMRNXLJ-UHFFFAOYSA-N Metazosin COc1cc2nc(N3CCN(C(=O)C(C)OC)CC3)nc(N)c2cc1OC 5.62800794 5.476210957 5.641859953 5.476698952 5.486567311 5.380104465 5.745146518 5.408678946 5.563850335 5.719274928 5.867928533 5.581302622
WDEKUGNKKOGFOA-UHFFFAOYSA-N NGP-555 CCc1cc(Nc2nc(-c3ccc(-n4cnc(C)c4)c(F)c3)cs2)c(C)cc1C 5.522044079 5.575417668 5.835225355 5.578621828 5.40003999 5.513191595 5.644426968 5.564528327 5.887498176 5.496677909 5.374168295 5.581076381
WIPRQKODGRKUEW-UHFFFAOYSA-N PLASMOCID CCN(CC)CCCNc1cc(OC)cc2cccnc12 5.587058771 5.773014885 5.429578327 5.648754241 5.417049857 5.629096291 5.636589282 5.544448245 5.412254168 5.838525327 5.464255498 5.580056808
LHIALLMPKJMSIQ-NSCUHMNNSA-N AZANIDAZOLE Cn1c([N+](=O)[O-])cnc1C=Cc1ccnc(N)n1 5.589759333 5.463959979 5.549081813 5.568818713 5.629769393 5.43606955 5.681726002 5.571920516 5.689761846 5.659181518 5.527878663 5.578902484
DKULOVKANLVDEA-UHFFFAOYSA-N Aprocitentan NS(=O)(=O)Nc1ncnc(OCCOc2ncc(Br)cn2)c1-c1ccc(Br)cc1 5.716710313 5.484939169 5.580963769 5.644581873 5.51151272 5.616835236 5.504858876 5.509267573 5.557665012 5.633423544 5.607151611 5.578900881
DTGZHCFJNDAHEN-OZEXIGSWSA-N CEPHAELINE CCC1CN2CCc3cc(OC)c(OC)cc3C2CC1CC1NCCc2cc(O)c(OC)cc21 5.595867361 5.739460576 5.756466351 5.458962553 5.504747727 5.529793364 5.395585955 5.707802321 5.503771929 5.497957758 5.67097395 5.578308168
FGAPXYWEQVSGDJ-JVXZTZIISA-N E-4767 CC1C(N)CN1c1c(F)cc2c(=O)c(C(=O)O)cn(C3CC3)c2c1Cl 5.576502268 5.485969781 5.446481101 5.214509596 5.534291687 5.783201366 5.691302445 5.66412133 5.901327951 5.55426673 5.506080984 5.578005022
VVBFISAUNSXQGZ-UHFFFAOYSA-N Foropafant CC(C)c1cc(C(C)C)c(-c2csc(N(CCN(C)C)Cc3cccnc3)n2)c(C(C)C)c1 5.585899833 5.386437369 5.498474179 5.514716476 5.739017972 5.545090656 5.404737321 5.659965404 5.758745789 5.738418943 5.522935027 5.57767627
BLPUOQGPBJPXRL-FNORWQNLSA-N Ilepcimide O=C(C=Cc1ccc2c(c1)OCO2)N1CCCCC1 5.668905997 5.734228658 5.729449584 5.644976776 5.507580498 5.608767429 5.483816459 5.489511856 5.514151676 5.529061184 5.442827389 5.577570682
VVRREURVTJNTQQ-UHFFFAOYSA-N ADD-17014 Clc1ccc(N2N=NCC2c2ccncc2)cc1 5.704576668 5.5894641 5.517519356 5.529347817 5.684210777 5.574340757 5.542142014 5.714730368 5.489215666 5.427770396 5.57815891 5.577406985
IWVRVEIKCBFZNF-UHFFFAOYSA-N Pirlindole Cc1ccc2c(c1)c1c3n2CCNC3CCC1 5.423933034 5.752499115 5.67916758 5.887201826 5.552543929 5.335806883 5.45468328 5.428144653 5.646966041 5.550227627 5.63485514 5.576911737
GBOGMAARMMDZGR-TYHYBEHESA-N Cytochalasin B C=C1C(C)C2C(Cc3ccccc3)NC(=O)C23OC(=O)C=CC(O)CCCC(C)CC=CC3C1O 5.489270574 5.465883848 5.568599433 5.781101566 5.502595743 5.602537765 5.412812996 5.680128402 5.605997889 5.52389612 5.707482911 5.576391568
LZNWYQJJBLGYLT-UHFFFAOYSA-N Tenoxicam CN1C(C(=O)Nc2ccccn2)=C(O)c2sccc2S1(=O)=O 5.668793587 5.440062607 5.545037084 5.606477508 5.435579572 5.526854689 5.710073899 5.798207894 5.606654345 5.462535283 5.536463247 5.576067247
LKRDZKPBAOKJBT-CNPIRKNPSA-N GITOXIN CC1OC(OC2C(O)CC(OC3C(O)CC(OC4CCC5(C)C(CCC6C5CCC5(C)C(C7=CC(=O)OC7)C(O)CC65O)C4)OC3C)OC2C)CC(O)C1O 5.681478862 5.583957604 5.354519175 5.497469882 5.503415243 5.714473324 5.721024845 5.418461625 5.934596171 5.44606682 5.474756448 5.575474545
MHKAEITVUICXRN-BPGQXAFDSA-N Bay-x-7195 O=C(O)CCC(C=CCc1ccc(OCCCCOc2ccccc2)cc1)Sc1ccc(C(=O)O)cc1 5.518759167 5.73913247 5.58158522 5.446439414 5.494279309 5.570755463 5.476132836 5.663292313 5.639345962 5.437248731 5.760166847 5.575194339
PWPNYABQEOGNNC-UHFFFAOYSA-N LX-7101 Cc1c[nH]c2ncnc(N3CCC(CN)(C(=O)Nc4cccc(OC(=O)N(C)C)c4)CC3)c12 5.654553259 5.599689174 5.454105501 5.563585987 5.544975891 5.417912633 5.711912694 5.728124919 5.510690289 5.457898357 5.681306827 5.574977775
WDJUZGPOPHTGOT-XUDUSOBPSA-N DIGITOXIN CC1OC(OC2C(O)CC(OC3C(O)CC(OC4CCC5(C)C(CCC6C5CCC5(C)C(C7=CC(=O)OC7)CCC65O)C4)OC3C)OC2C)CC(O)C1O 5.609705493 5.578660416 5.977391734 5.356542517 5.743950153 5.455643643 5.365287384 5.701768116 5.464434435 5.460422335 5.605358503 5.574469521
GMJWAIMJHBTYPD-UHFFFAOYSA-N L-670596 CS(=O)(=O)c1ccc(Cn2c3c(c4cc(F)cc(F)c42)CCCC3CC(=O)O)cc1 5.476821413 5.635353964 5.613081341 5.511415692 5.507667976 5.500970928 5.625730647 5.4513121 5.520212401 5.685887931 5.790222884 5.574425207
MHFRGQHAERHWKZ-UHFFFAOYSA-N Edelfosine CCCCCCCCCCCCCCCCCCOCC(COP(=O)([O-])OCC[N+](C)(C)C)OC 5.53322668 5.673300698 5.566687784 5.54912832 5.669735959 5.674189098 5.533022899 5.50620533 5.543987022 5.462858046 5.601739023 5.574007351
KTCJYACFOQWRDO-GOSISDBHSA-N ELN-318463 O=C1NCCCCC1N(Cc1ccc(Br)cc1)S(=O)(=O)c1ccc(Cl)cc1 5.565595769 5.337449996 5.70654445 5.653845983 5.477161589 5.427083175 5.569757084 5.689535441 5.58018601 5.664682069 5.639197713 5.573730844
BSJMWHQBCZFXBR-UHFFFAOYSA-N ATOVAQUONE O=C1C(=O)c2ccccc2C(O)=C1C1CCC(c2ccc(Cl)cc2)CC1 5.639413886 5.582650679 5.747616472 5.528172915 5.583692968 5.471765237 5.533214814 5.47752878 5.722164624 5.545823289 5.478574712 5.57369258
SYZWOOODCAMXPL-SFHVURJKSA-N LY-195448 CC(C)(CCc1ccc(C(N)=O)cc1)NCC(O)c1ccccc1 5.539281031 5.430337321 5.630191736 5.501276996 5.57924436 5.64569554 5.706520793 5.689238134 5.532973261 5.475114058 5.562961883 5.572075919
SFOADSRLCHRTKT-UHFFFAOYSA-R XR-5944 Cc1cccc2nc3cccc(C(=O)NCC[NH2+]CC[NH2+]CCNC(=O)c4cccc5nc6cccc(C)c6[nH+]c45)c3[nH+]c12 5.753320405 5.699704834 5.474148301 5.599748005 5.519192427 5.541786797 5.495946954 5.558110191 5.550279851 5.405401191 5.690494142 5.571648464
XPPBBJCBDOEXDN-UHFFFAOYSA-N LY-2228820 CC(C)(C)Cn1c(N)nc2ccc(-c3[nH]c(C(C)(C)C)nc3-c3ccc(F)cc3)nc21 5.66042053 5.523598247 5.787313945 5.651627938 5.609676441 5.388419748 5.380732599 5.362946973 5.658335325 5.728575608 5.5321446 5.571253814
QJGVXJYGDBSPSJ-UHFFFAOYSA-N CARBAZERAN CCNC(=O)OC1CCN(c2nncc3cc(OC)c(OC)cc23)CC1 5.718826101 5.445378649 5.494992003 5.578572882 5.741910363 5.597906091 5.553283606 5.553220367 5.496355156 5.638716348 5.460918338 5.570916355
IAKHMKGGTNLKSZ-INIZCTEOSA-N Colchicine COc1cc2c(c(OC)c1OC)-c1ccc(OC)c(=O)cc1C(NC(C)=O)CC2 5.587345325 5.60334972 5.535178656 5.558082155 5.582692338 5.6288866 5.732278917 5.541241667 5.569603162 5.466944456 5.468208471 5.570346497
UCFGDBYHRUNTLO-QHCPKHFHSA-N Topotecan CCC1(O)C(=O)OCc2c1cc1n(c2=O)Cc2cc3c(CN(C)C)c(O)ccc3nc2-1 5.732349337 5.600677876 5.662432765 5.353614607 5.54225131 5.35944533 5.377101973 5.776906373 5.582308072 5.452704291 5.830747186 5.570049011
JENWDDCMEATQSR-ONSKYXJOSA-N E-2078 CCNC(=O)C(CC(C)C)NC(=O)C(CCCN=C(N)N)N(C)C(=O)C(CCCN=C(N)N)NC(=O)C(CC(C)C)NC(=O)C(Cc1ccccc1)NC(=O)CNC(=O)CNC(=O)C(Cc1ccc(O)cc1)NC 5.309783808 5.44354979 5.588996789 5.652918732 5.658730118 5.637669195 5.784530912 5.643661308 5.363522485 5.654970179 5.530434977 5.569888027
QMGGMESMCJCABO-JARXUMMXSA-N Sophocarpidine O=C1C=CCC2C3CCC[N+]4([O-])CCCC(CN12)C34 5.755046465 5.337204702 5.433863532 5.205564209 5.393842743 5.841066943 5.731094268 5.631307361 5.646582576 5.572599068 5.712677128 5.56916809
MJIHNNLFOKEZEW-UHFFFAOYSA-N Lansoprazole Cc1c(OCC(F)(F)F)ccnc1CS(=O)c1nc2ccccc2[nH]1 5.519815981 5.430735097 5.603380912 5.653599041 5.50301731 5.632996117 5.803151816 5.469693246 5.724375495 5.419386679 5.498795895 5.568995235
PWHNTOQANLCTHN-KRWDZBQOSA-N ranbezolid CC(=O)NCC1CN(c2ccc(N3CCN(Cc4ccc([N+](=O)[O-])o4)CC3)c(F)c2)C(=O)O1 5.596650039 5.43641244 5.66333362 5.637702344 5.621421125 5.589409285 5.550582026 5.596010326 5.540761606 5.539748377 5.479895028 5.568356929
BCSHRERPHLTPEE-NRFANRHFSA-N CEP-37440 CNC(=O)c1ccccc1Nc1nc(Nc2ccc3c(c2OC)CCCC(N2CCN(CCO)CC2)C3)ncc1Cl 5.513541874 5.428179287 5.544404564 5.48044211 5.535455783 5.617911343 5.760805068 5.726237757 5.735360203 5.432068731 5.475199811 5.568146048
ZIMMTPFXOMAJTQ-UHFFFAOYSA-N Apoptozole COc1ccc(-c2nc(-c3cc(C(F)(F)F)cc(C(F)(F)F)c3)n(Cc3ccc(C(N)=O)cc3)c2-c2ccc(OC)cc2)cc1 5.661076997 5.618555021 5.504242766 5.557963924 5.702143499 5.706701219 5.573212012 5.685035991 5.447424425 5.444377689 5.328939722 5.566333933
MAUCONCHVWBMHK-UHFFFAOYSA-N Abexinostat CN(C)Cc1c(C(=O)NCCOc2ccc(C(=O)NO)cc2)oc2ccccc12 5.365858168 5.823900973 5.376365099 5.552546241 5.806032603 5.538165642 5.524852583 5.489064944 5.59085329 5.624500791 5.529350634 5.565590088
VXYZBLXGCYNIHP-UHFFFAOYSA-N RBX-11160 CC(C)(N)CNC(=O)CC1CCC2(CC1)OOC1(O2)C2CC3CC(C2)CC1C3 5.476829519 5.475681755 5.609332043 5.559368761 5.477444299 5.562870134 5.616264325 5.73816758 5.599561417 5.639433106 5.461234311 5.565107932
YTAOBBFIOAEMLL-REQDGWNSSA-N Luliconazole N#CC(=C1SCC(c2ccc(Cl)cc2Cl)S1)n1ccnc1 5.60365445 5.610658049 5.444133125 5.491232236 5.517052505 5.578732191 5.696018515 5.407470604 5.425244921 5.710939076 5.717921488 5.563914287
XUBOMFCQGDBHNK-UHFFFAOYSA-N Gatifloxacin COc1c(N2CCNC(C)C2)c(F)cc2c(=O)c(C(=O)O)cn(C3CC3)c12 5.61789858 5.591422257 5.648502414 5.574975019 5.63278088 5.50832516 5.383396971 5.626248864 5.59981348 5.418932974 5.575087712 5.561580392
CPTBDICYNRMXFX-UHFFFAOYSA-N Procarbazine CNNCc1ccc(C(=O)NC(C)C)cc1 5.541050192 5.733344252 5.40389211 5.410504787 5.701188872 5.591119733 5.357866027 5.589658424 5.599444984 5.708618959 5.52143467 5.559829365
QNLWMPLUWMWDMQ-YTTGMZPUSA-N Chiglitazar O=C(c1ccc(F)cc1)c1ccccc1NC(Cc1ccc(OCCn2c3ccccc3c3ccccc32)cc1)C(=O)O 5.485034099 5.57964551 5.566456545 5.629341671 5.485789199 5.328082901 5.637055686 5.324187413 5.71682664 5.860418215 5.533919957 5.558796167
HZCWPKGYTCJSEB-UHFFFAOYSA-N Pyrazoloacridine COc1ccc2c(c1)-c1nn(CCCN(C)C)c3ccc([N+](=O)[O-])c(c13)N2 5.461735468 5.675200234 5.691129643 5.499348782 5.676211764 5.546230435 5.689721054 5.396764029 5.622762383 5.373403552 5.511831822 5.558576288
HULMNSIAKWANQO-JQKSAQOKSA-N CONVALLATOXIN CC1OC(OC2CCC3(C=O)C4CCC5(C)C(C6=CC(=O)OC6)CCC5(O)C4CCC3(O)C2)C(O)C(O)C1O 5.656522239 5.220943314 5.521511325 5.620212471 5.433181557 5.606032778 5.514979085 5.668635568 5.390491842 5.579382562 5.930245464 5.5583762
GTUIRORNXIOHQR-VIFPVBQESA-N BTZ-10526043 CC1COC2(CCN(c3nc(=O)c4cc(C(F)(F)F)cc([N+](=O)[O-])c4s3)CC2)O1 5.418376947 5.419883718 5.454764302 5.724627345 5.684606425 5.650938591 5.598412178 5.570602548 5.410726938 5.678444115 5.518636285 5.55727449
LTXREWYXXSTFRX-QGZVFWFLSA-N Linagliptin CC#CCn1c(N2CCCC(N)C2)nc2c1c(=O)n(Cc1nc(C)c3ccccc3n1)c(=O)n2C 5.652934948 5.58970083 5.524739915 5.451119169 5.531451786 5.616316504 5.553730293 5.47067326 5.710856573 5.465696709 5.560009154 5.557020831
VWFCHDSQECPREK-LURJTMIESA-N Cidofovir Nc1ccn(CC(CO)OCP(=O)(O)O)c(=O)n1 5.705848657 5.541199553 5.612870072 5.578310359 5.380517416 5.625517289 5.500076899 5.692129699 5.509103365 5.486947476 5.4942761 5.556981535
UVNHKOOJXSALHN-KYNHBKCMSA-N Artelinate CC1CCC2C(C)C(OCc3ccc(C(=O)O)cc3)OC3OC4(C)CCC1C32OO4 5.535162336 5.560233567 5.440154751 5.658969985 5.619557384 5.673699736 5.595683311 5.450266863 5.51461849 5.558086471 5.518246542 5.55678904
VMJKUCKTXMESQR-UHFFFAOYSA-N SCH-211803 Cc1cccc(C(=O)N2CCC(N3CCC(Cc4ccc(S(=O)(=O)c5cccc(Cl)c5)cc4)CC3)CC2)c1N 5.534806417 5.563264316 5.654238459 5.371635619 5.487872053 5.704479478 5.494357481 5.441473473 5.798111413 5.454284043 5.618341173 5.556623993
ZESFDAKNYJQYKO-UHFFFAOYSA-N PF-915275 N#Cc1ccc(-c2ccc(S(=O)(=O)Nc3cccc(N)n3)cc2)cc1 5.482719854 5.494514505 5.613819035 5.368383322 5.492068741 5.801558128 5.471433851 5.719989391 5.474952447 5.511130874 5.674326936 5.554990644
ADGGYDAFIHSYFI-UHFFFAOYSA-N Bimiralisib Nc1cc(C(F)(F)F)c(-c2nc(N3CCOCC3)nc(N3CCOCC3)n2)cn1 5.710341145 5.582452134 5.411089309 5.613498929 5.552641087 5.552191567 5.674111113 5.729571906 5.456919375 5.34292374 5.468649365 5.554035424
ZDXUKAKRHYTAKV-UHFFFAOYSA-N LERCANIDIPINE COC(=O)C1=C(C)NC(C)=C(C(=O)OC(C)(C)CN(C)CCC(c2ccccc2)c2ccccc2)C1c1cccc([N+](=O)[O-])c1 5.291733165 5.552419578 5.780287016 5.513579569 5.35195519 5.480262324 5.597720024 5.742597301 5.388575602 5.8171543 5.55747979 5.552160351
PQHLRGARXNPFCF-UHFFFAOYSA-N Ataciguat O=C(Nc1ccc(S(=O)(=O)N2CCOCC2)cc1)c1cc(Cl)ccc1NS(=O)(=O)c1ccc(Cl)s1 5.589622551 5.720318965 5.391722667 5.554757444 5.630793376 5.512749168 5.459881236 5.724496609 5.51199759 5.510550665 5.46581081 5.552063735
RUXPNBWPIRDVTH-UHFFFAOYSA-N Amifloxacin CNn1cc(C(=O)O)c(=O)c2cc(F)c(N3CCN(C)CC3)cc21 5.546559781 5.672104295 5.412743387 5.705534464 5.52179393 5.601559435 5.604879379 5.47359738 5.425930784 5.398501272 5.704718943 5.551629368
SYOKIDBDQMKNDQ-XWTIBIIYSA-N Vildagliptin N#CC1CCCN1C(=O)CNC12CC3CC(CC(O)(C3)C1)C2 5.524551738 5.311558242 5.55692504 5.658443332 5.681971731 5.592484332 5.477877561 5.50928701 5.615415819 5.691464033 5.441696989 5.551061439
QSTYMRMEJNQSJW-FQEVSTJZSA-N SU-23397 COc1ccc2c(c1)CC(CN1CCC3(CC1)C(=O)NCN3c1ccccc1)O2 5.424954073 5.729250496 5.507785914 5.597799177 5.794828426 5.848448013 5.444847233 5.584692465 5.273010501 5.42456802 5.423384472 5.550324435
WSEKTEUGRLFBSE-UHFFFAOYSA-N E-1210 Nc1ncccc1-c1cc(Cc2ccc(COc3ccccn3)cc2)no1 5.780460124 5.483777257 5.641603576 5.525338441 5.570203225 5.515550417 5.53193661 5.572053768 5.658821184 5.421229988 5.349997798 5.550088399
KVLFRAWTRWDEDF-IRXDYDNUSA-N AZD-8055 COc1ccc(-c2ccc3c(N4CCOCC4C)nc(N4CCOCC4C)nc3n2)cc1CO 5.443559162 5.410167266 5.342216127 5.701911524 5.587668693 5.615386834 5.664468335 5.519726485 5.679675092 5.504391752 5.581483868 5.550059558
UCVAQBJLJIKTFJ-MOPGFXCFSA-N BMS-189664 CS(=O)(=O)NC(Cc1ccccc1)C(=O)N1CCCC1C(=O)NCC1CCN(C(=N)N)CC1 5.408005635 5.495303828 5.525069296 5.397255093 5.677780529 5.423056211 5.553564507 5.585088258 5.84023571 5.702343621 5.441294185 5.549908806
VRDIULHPQTYCLN-UHFFFAOYSA-N Protionamide CCCc1cc(C(N)=S)ccn1 5.639090612 5.587583065 5.620424223 5.529475461 5.462650051 5.574318413 5.458136818 5.560704596 5.626454031 5.452661844 5.53077279 5.549297446
BOIPLTNGIAPDBY-UHFFFAOYSA-N CHS-828 N#CNC(=NCCCCCCOc1ccc(Cl)cc1)Nc1ccncc1 5.646400075 5.492224756 5.509874522 5.465155356 5.471725891 5.53243191 5.524637279 5.740658878 5.522774896 5.652264458 5.479570801 5.548883529
ZOBDWFRKFSPCRB-UNMCSNQZSA-N GANSTIGMINE CCc1ccccc1NC(=O)Oc1ccc2c(c1)C1(C)CCN(C)OC1N2C 5.3822655 5.552529642 5.680206559 5.52614765 5.831987102 5.851938839 5.472607362 5.39879417 5.60498207 5.419448649 5.316714386 5.548874721
WGEWUYACXPEFPO-UHFFFAOYSA-N Velneperit CC(C)(C)S(=O)(=O)NC1CCC(C(=O)Nc2ccc(C(F)(F)F)cn2)CC1 5.679369216 5.294284124 5.446116706 5.473659689 5.793268047 5.640602143 5.449307223 5.710229004 5.351837087 5.402500445 5.794419918 5.548690327
PHEZJEYUWHETKO-UHFFFAOYSA-N Brequinar Cc1c(-c2ccc(-c3ccccc3F)cc2)nc2ccc(F)cc2c1C(=O)O 5.442593905 5.479990846 5.583579694 5.531219919 5.62028069 5.498446871 5.688997613 5.539999061 5.511682218 5.536373073 5.600565185 5.548520825
LLVZBTWPGQVVLW-SNAWJCMRSA-N CP-724714 COCC(=O)NCC=Cc1ccc2ncnc(Nc3ccc(Oc4ccc(C)nc4)c(C)c3)c2c1 5.550729606 5.594337504 5.467725476 5.500209856 5.554397611 5.592693756 5.533650775 5.56136779 5.388572163 5.53241857 5.756099899 5.548382092
QHMBSVQNZZTUGM-ZWKOTPCHSA-N Cannabidiol C=C(C)C1CCC(C)=CC1c1c(O)cc(CCCCC)cc1O 5.458217363 5.639546387 5.500154506 5.320529034 5.699899984 5.640906675 5.712864314 5.673380077 5.520858778 5.485574305 5.375951767 5.547989381
PLIVFNIUGLLCEK-UHFFFAOYSA-N CUDC-101 C#Cc1cccc(Nc2ncnc3cc(OC)c(OCCCCCCC(=O)NO)cc23)c1 5.383803131 5.634407451 5.660926611 5.6131967 5.476323295 5.462090244 5.398308206 5.548003644 5.476239573 5.726643745 5.639973808 5.547265128
POPOYOKQQAEISW-UHFFFAOYSA-N TICLATONE O=c1[nH]sc2cc(Cl)ccc12 5.566969809 5.459480206 5.606968814 5.440583247 5.584232851 5.458388897 5.759767202 5.645533261 5.416628783 5.479494422 5.597711512 5.546887182
MJIHNNLFOKEZEW-RUZDIDTESA-N Dexlansoprazole Cc1c(OCC(F)(F)F)ccnc1CS(=O)c1nc2ccccc2[nH]1 5.787910534 5.583448543 5.536730319 5.516786956 5.516163613 5.824083002 5.407180516 5.384562517 5.560342567 5.325547783 5.570358906 5.546646842
YABJJWZLRMPFSI-UHFFFAOYSA-N CHIR-265 Cn1c(Nc2ccc(C(F)(F)F)cc2)nc2cc(Oc3ccnc(-c4ncc(C(F)(F)F)[nH]4)c3)ccc21 5.447083443 5.592063947 5.426402328 5.717274092 5.787522692 5.430278945 5.433742224 5.579953261 5.489464606 5.56059452 5.543453863 5.54616672
WPMJNLCLKAKMLA-UHFFFAOYSA-N VX-222 CC1CCC(C(=O)N(c2cc(C#CC(C)(C)C)sc2C(=O)O)C2CCC(O)CC2)CC1 5.814128775 5.515947433 5.523254825 5.582435601 5.429852181 5.5720644 5.553559721 5.37521867 5.426243291 5.624794906 5.586766906 5.545842428
UIARLYUEJFELEN-LROUJFHJSA-N Lestaurtinib CC12OC(CC1(O)CO)n1c3ccccc3c3c4c(c5c6ccccc6n2c5c31)CNC4=O 5.322409264 5.554838514 5.622919331 5.492675519 5.591956184 5.380014331 5.632877264 5.480892382 5.514014901 5.699163789 5.711890945 5.545786584
LWQQLNNNIPYSNX-UROSTWAQSA-N Calcipotriol C=C1C(=CC=C2CCCC3(C)C2CCC3C(C)C=CC(O)C2CC2)CC(O)CC1O 5.671009047 5.241961006 5.636887901 5.593723094 5.511410505 5.675208971 5.689885417 5.502041577 5.337931758 5.652973712 5.488848044 5.545625549
CPMDPSXJELVGJG-UHFFFAOYSA-N Nintedanib COC(=O)c1ccc2c(C(=Nc3ccc(N(C)C(=O)CN4CCN(C)CC4)cc3)c3ccccc3)c(O)[nH]c2c1 5.673508175 5.498018314 5.488188927 5.378979067 5.713303445 5.614294121 5.577324971 5.468071934 5.481635899 5.641096142 5.452956635 5.544307057
WDFKMLRRRCGAKS-UHFFFAOYSA-N CHLOROXINE Oc1c(Cl)cc(Cl)c2cccnc12 5.673332066 5.584627249 5.640967782 5.615810423 5.523886296 5.408646731 5.507276672 5.518708866 5.392087768 5.494243998 5.626334182 5.54417473
KLCCMMSKRMSMKI-QVNMXXJYSA-N TOP-53 COc1cc(C2c3cc4c(cc3C(CCN(C)CCN(C)C)C3COC(=O)C23)OCO4)cc(OC)c1O 5.639715982 5.636838908 5.351890618 5.366338018 5.351125645 5.524875591 5.653169799 5.692920973 5.699063811 5.693062267 5.375598955 5.544054597
WTPSHLVHJOJDIF-UHFFFAOYSA-N CI-1002 Clc1cc(Cl)c2c(c1)N=C1CCCCCN1C2 5.444106088 5.757269936 5.407979962 5.486287639 5.786295475 5.36969045 5.568223555 5.547282972 5.454074545 5.587748313 5.574933741 5.543990243
WXJFKKQWPMNTIM-VWLOTQADSA-N Brincidofovir CCCCCCCCCCCCCCCCOCCCOP(=O)(O)COC(CO)Cn1ccc(N)nc1=O 5.62448887 5.415048244 5.775930737 5.778865879 5.714287838 5.429503529 5.559842474 5.445440203 5.392635448 5.488043703 5.350463866 5.543140981
UGJWRPJDTDGERK-UHFFFAOYSA-N Evofosfamide Cn1c(COP(=O)(NCCBr)NCCBr)cnc1[N+](=O)[O-] 5.551654477 5.323678595 5.534351261 5.447124075 5.742136622 5.41488954 5.561484769 5.77268773 5.515937275 5.657667842 5.44355109 5.54228757
OKBVVJOGVLARMR-QSWIMTSFSA-N Cefixime C=CC1=C(C(=O)O)N2C(=O)C(NC(=O)C(=NOCC(=O)O)c3csc(N)n3)C2SC1 5.588948971 5.446349271 5.622012947 5.555157451 5.467286612 5.438022755 5.57013161 5.62040157 5.375439904 5.665091287 5.606660219 5.541409327
GNMUEVRJHCWKTO-FQEVSTJZSA-N Birabresib Cc1sc2c(c1C)C(c1ccc(Cl)cc1)=NC(CC(=O)Nc1ccc(O)cc1)c1nnc(C)n1-2 5.564344629 5.519080794 5.644408442 5.415506129 5.200972928 5.643449 5.424062887 5.806911486 5.758060977 5.525348499 5.452437902 5.541325788
XQCGNURMLWFQJR-ZNDDOCHDSA-N CYMARINE COC1CC(OC2CCC3(C=O)C4CCC5(C)C(C6=CC(=O)OC6)CCC5(O)C4CCC3(O)C2)OC(C)C1O 5.473759061 5.602693936 5.650263873 5.708901777 5.615845074 5.524611263 5.560716706 5.842469026 5.297328768 5.295824098 5.376469113 5.540807518
JLPDBLFIVFSOCC-XYXFTTADSA-N OLEANDRIN COC1CC(OC2CCC3(C)C(CCC4C3CCC3(C)C(C5=CC(=O)OC5)C(OC(C)=O)CC43O)C2)OC(C)C1O 5.729683374 5.787370706 5.760695968 5.382893146 5.567647349 5.649449538 5.325157717 5.287394904 5.297774704 5.671261935 5.489297585 5.540784266
WJSGOXONRXFGRY-UHFFFAOYSA-N GS-9132 CCCCCOc1ccc(NC(=S)NC(=O)c2cccnc2)cc1C(F)(F)F 5.741461431 5.368791882 5.766124549 5.335563023 5.698210116 5.55738472 5.482481744 5.516786556 5.647084844 5.287756426 5.521595316 5.538476419
ZDASUJMDVPTNTF-UHFFFAOYSA-N BROXYQUINOLINE Oc1c(Br)cc(Br)c2cccnc12 5.415628076 5.585258512 5.573462205 5.547108103 5.660101762 5.481215413 5.581478228 5.479756984 5.463922404 5.524183147 5.610991295 5.538464193
PIDANAQULIKBQS-RNUIGHNZSA-N MEPREDNISONE CC1CC2C3CCC4=CC(=O)C=CC4(C)C3C(=O)CC2(C)C1(O)C(=O)CO 5.478978578 5.571619625 5.677177708 5.320562305 5.595774815 5.528089074 5.473716548 5.709706976 5.411243431 5.548368074 5.599326111 5.537687568
RSPDBEVKURKEII-ZCFIWIBFSA-N AZD-5904 O=c1[nH]c(=S)n(CC2CCCO2)c2nc[nH]c12 5.475473563 5.250914153 5.682992784 5.694035926 5.508155845 5.512518435 5.623548766 5.386729962 5.580786387 5.711612434 5.475920193 5.536608041
ADFCQWZHKCXPAJ-GFCCVEGCSA-N AUS-131 Oc1ccc(C2COc3cc(O)ccc3C2)cc1 5.458211136 5.376329606 5.45826849 5.686964467 5.45198815 5.483070313 5.69867802 5.58715691 5.534051364 5.577786606 5.584990071 5.536135921
VFOKSTCIRGDTBR-UHFFFAOYSA-N Vesatolimod CCCCOc1nc(N)c2c(n1)N(Cc1cccc(CN3CCCC3)c1)CC(=O)N2 5.62169074 5.421022659 5.488516808 5.670248753 5.536676507 5.548047423 5.549087942 5.676592023 5.514341006 5.435531898 5.431992291 5.535795277
NOMSFNRBXCWAIE-UHFFFAOYSA-N SIM-6080 COc1cc(CN(C)CCN(C)CCC(c2ccc(F)cc2)c2ccc(F)cc2)cc(OC)c1OC 5.560848469 5.579922791 5.391049819 5.786991919 5.580418257 5.579206132 5.565664004 5.448810868 5.552145383 5.59563021 5.249871293 5.535505377
QGPKADBNRMWEQR-UHFFFAOYSA-N Clinafloxacin NC1CCN(c2c(F)cc3c(=O)c(C(=O)O)cn(C4CC4)c3c2Cl)C1 5.625041547 5.337585835 5.238445027 5.478343673 5.682711443 5.688475196 5.664032387 5.501657426 5.610154834 5.632226088 5.416311395 5.534089532
BSMCAPRUBJMWDF-KRWDZBQOSA-N Cobimetinib O=C(c1ccc(F)c(F)c1Nc1ccc(I)cc1F)N1CC(O)(C2CCCCN2)C1 5.416914624 5.51240387 5.27319625 5.59648031 5.392194393 5.487118546 5.843967085 5.484390391 5.473989855 5.649011444 5.738453169 5.533465449
WLGIWVFFGMPRLM-SLHNCBLASA-N ethinyl estradiol sulfonate C#CC1(O)CCC2C3CCc4cc(OS(=O)(=O)O)ccc4C3CCC21C 5.579066534 5.658115989 5.502434927 5.629666779 5.697203393 5.372128704 5.438209875 5.506633511 5.276259337 5.57484471 5.633261484 5.533438658
QUHARGDBJJUOEB-UHFFFAOYSA-N MUT-056399 CCc1cc(O)c(Oc2ccc(C(N)=O)cc2F)cc1F 5.669400126 5.568919168 5.539624977 5.454282492 5.564636689 5.386242789 5.473130395 5.647987151 5.682516452 5.454566402 5.405723003 5.531548149
VRHOBXXCNBZJRX-IBGZPJMESA-N KRP-101 CCC(Cc1ccc(OC)c(C(=O)NCc2ccc(Oc3ccc(F)cc3)cc2)c1)C(=O)O 5.875692753 5.504832587 5.638276362 5.43894254 5.469279634 5.506797957 5.503220289 5.416323061 5.594670917 5.483409045 5.407153061 5.530781655
AMXGKMSRYLZAEO-UHFFFAOYSA-N lexanopadol CNC1(c2ccccc2)CCC2(CC1)OCCc1c2[nH]c2ccc(F)cc12 5.259937734 5.607508806 5.497679599 5.497668809 5.354614012 5.843422929 5.431018755 5.240207784 5.841438439 5.490217072 5.772005831 5.530519979
TXOKWXJQVFUUDD-UHFFFAOYSA-N HALETHAZOLE CCN(CC)CCOc1ccc(-c2nc3cc(Cl)ccc3s2)cc1 5.343326934 5.472143418 5.429078966 5.618111318 5.654374871 5.634513463 5.398965464 5.337330414 5.569036418 5.779651138 5.594548229 5.530098239
WOVTUUKKGNHVFZ-UHFFFAOYSA-N PARANYLINE N=C(N)c1ccc(C=C2c3ccccc3-c3ccccc32)cc1 5.297010051 5.413516843 5.530669559 5.675501282 5.564723818 5.450582749 5.75704081 5.366635146 5.625420802 5.503055459 5.644170338 5.529847896
OCJYIGYOJCODJL-UHFFFAOYSA-N Meclizine Cc1cccc(CN2CCN(C(c3ccccc3)c3ccc(Cl)cc3)CC2)c1 5.421705756 5.357961171 5.556566929 5.701229591 5.454926326 5.833792459 5.525166915 5.506615665 5.288599815 5.810773627 5.370752714 5.529826452
AERLHOTUXIJQFV-RCPZPFRWSA-N ZALOSPIRONE O=C1C2C3C=CC(C4C=CC43)C2C(=O)N1CCCCN1CCN(c2ncccn2)CC1 5.613500506 5.55872455 5.300304105 5.600907657 5.318474529 5.744156626 5.675444103 5.315725425 5.54560014 5.467851197 5.680819345 5.529228017
MFZWMTSUNYWVBU-UHFFFAOYSA-N HYCANTHONE CCN(CC)CCNc1ccc(CO)c2sc3ccccc3c(=O)c12 5.336192378 5.531483691 5.49327242 5.63631381 5.626747764 5.435184532 5.71606162 5.54764915 5.386915764 5.603253554 5.506186986 5.529023788
RUJBDQSFYCKFAA-HNNXBMFYSA-N Dextofisopam CCC1C(C)=NN=C(c2ccc(OC)c(OC)c2)c2cc(OC)c(OC)cc21 5.572384461 5.499413701 5.375524408 5.641332052 5.515066875 5.361753512 5.519231734 5.642729228 5.458370303 5.705583491 5.526783896 5.528924878
NXQGEDVQXVTCDA-UHFFFAOYSA-N Cerlapirdine CN(C)CCCOc1ccc2n[nH]c(S(=O)(=O)c3cccc4ccccc34)c2c1 5.748061549 5.62900453 5.489193242 5.429928742 5.482948537 5.448339084 5.578173882 5.34141049 5.725001698 5.451066632 5.489405968 5.528412214
WHTVZRBIWZFKQO-UHFFFAOYSA-N Chloroquine CCN(CC)CCCC(C)Nc1ccnc2cc(Cl)ccc12 5.647488339 5.49665457 5.395103038 5.389829368 5.692617963 5.582725812 5.485890332 5.443110841 5.646864435 5.517158287 5.501638528 5.527189228
WJLQPSZXCOYTHS-UHFFFAOYSA-N SUSALIMOD Cc1cccnc1NS(=O)(=O)c1ccc(C#Cc2ccc(O)c(C(=O)O)c2)cc1 5.533236683 5.589476277 5.454585697 5.462960552 5.417006334 5.549998492 5.669542432 5.545724671 5.569387028 5.536490399 5.470431995 5.527167324
NFRPNQDSKJJQGV-UHFFFAOYSA-N GLYHEXAMIDE O=C(NC1CCCCC1)NS(=O)(=O)c1ccc2c(c1)CCC2 5.507049413 5.56000161 5.562885906 5.380588898 5.510320205 5.512484951 5.425765663 5.64560316 5.628221852 5.429935728 5.634846213 5.527063963
SULYVXZZUMRQAX-NSHDSACASA-N Contezolid O=C1C=CN(c2c(F)cc(N3CC(CNc4ccon4)OC3=O)c(F)c2F)CC1 5.456246699 5.642885971 5.350400073 5.615165684 5.658842869 5.60192496 5.503685906 5.539604087 5.447852826 5.415709402 5.564506134 5.526984056
QMLVECGLEOSESV-RYUDHWBXSA-N Danofloxacin CN1CC2CC1CN2c1cc2c(cc1F)c(=O)c(C(=O)O)cn2C1CC1 5.661086347 5.44100914 5.634753617 5.514927316 5.560483541 5.446679371 5.359095572 5.5070674 5.626156286 5.547561589 5.490600002 5.526310926
YDOIFHVUBCIUHF-UHFFFAOYSA-N HYPERICIN Cc1cc(=O)c2c(O)c3c(O)cc(O)c4c5c(O)cc(O)c6c(O)c7c(=O)cc(C)c8c1c2c(c34)c(c65)c78 5.502522943 5.392077067 5.533041423 5.774021532 5.472721152 5.572027502 5.386315933 5.714632904 5.485419839 5.419533619 5.533135932 5.525949986
IJTPLVAAROHGGB-UHFFFAOYSA-N BROXALDINE Cc1ccc2c(Br)cc(Br)c(OC(=O)c3ccccc3)c2n1 5.574501845 5.570216831 5.434500991 5.515262655 5.690754829 5.525444903 5.467151983 5.49597788 5.465130208 5.586510984 5.449214352 5.524969769
XESARGFCSKSFID-FLLFQEBCSA-N PYRAZOFURIN NC(=O)c1[nH]nc(C2OC(CO)C(O)C2O)c1O 5.498909953 5.516671651 5.550230088 5.587672168 5.431311713 5.461208297 5.552310212 5.459709476 5.556346204 5.679215661 5.478281019 5.524715131
IDYKCXHJJGMAEV-RRKCRQDMSA-N FdCyd Nc1nc(=O)n(C2CC(O)C(CO)O2)cc1F 5.484552311 5.517517374 5.390423413 5.490215061 5.421018644 5.62231023 5.405935169 5.684094335 5.718983724 5.506403311 5.519039938 5.523681228
UMSHZWFCVXIDEO-UHFFFAOYSA-N 1069C COC(=O)Nc1cn2nc(OCc3cc(OC)c(OC)c(OC)c3)ccc2n1 5.685532932 5.557686006 5.369067902 5.559473259 5.44885512 5.442463114 5.588765605 5.533056336 5.455116591 5.731140536 5.377727853 5.522625932
HXQRGYNEDCHJPJ-UHFFFAOYSA-N NPC 15437 CCCCCCCCCCCCC(=O)N1CCCCC1CNC(=O)C(N)CCCCN 5.661828709 5.315403952 5.416154877 5.582422873 5.484111767 5.499208803 5.638072362 5.547281944 5.649660663 5.383945453 5.563142781 5.52193038
GVEZIHKRYBHEFX-NQQPLRFYSA-N CERULENIN CC=CCC=CCCC(=O)C1OC1C(N)=O 5.420811164 5.493270694 5.626797465 5.672917538 5.801359567 5.382716668 5.430812876 5.305464591 5.641250755 5.523133632 5.441571966 5.521827902
LVASCWIMLIKXLA-LSDHHAIUSA-N Halofuginone O=C(CC1NCCCC1O)Cn1cnc2cc(Br)c(Cl)cc2c1=O 5.464395484 5.681510082 5.405619889 5.426995192 5.380404227 5.440902019 5.590500115 5.674305306 5.682189269 5.445786916 5.5411351 5.521249418
MJJALKDDGIKVBE-UHFFFAOYSA-N Ebastine CC(C)(C)c1ccc(C(=O)CCCN2CCC(OC(c3ccccc3)c3ccccc3)CC2)cc1 5.526744496 5.36315218 5.342608203 5.685066539 5.611221646 5.297574415 5.724135239 5.457612961 5.628506379 5.483877515 5.610749055 5.521022603
HYNBNUYQTQIHJK-UHFFFAOYSA-N AZD-2461 COC1CCN(C(=O)c2cc(Cc3n[nH]c(=O)c4ccccc34)ccc2F)CC1 5.615222992 5.473093248 5.511661315 5.386677345 5.304120658 5.628823349 5.521238784 5.511952271 5.706139488 5.699754164 5.371632595 5.520937837
XAKLYHGHEFMDAP-IAXKEJLGSA-N DRF-1042 CCC1(O)C(=O)OCc2c1cc1n(c2=O)C(OCCO)c2cc3ccccc3nc2-1 5.709581873 5.258926505 5.498517092 5.557943018 5.301055805 5.248937087 5.583411225 5.817329897 5.739099641 5.555590123 5.458596863 5.520817194
KFHYZKCRXNRKRC-MRXNPFEDSA-N ABT-239 CC1CCCN1CCc1cc2cc(-c3ccc(C#N)cc3)ccc2o1 5.534254216 5.238216916 5.46415469 5.658350325 5.747046767 5.599808724 5.407366722 5.561040042 5.337134908 5.611537637 5.566783245 5.520517654
BPLVDYJDAVYLRQ-UHFFFAOYSA-N JNJ-42396302 COCCc1ccc(-c2c(C)nc3c(N4CCOCC4)ccnn23)cn1 5.607683968 5.393709469 5.568911991 5.23706065 5.552023816 5.777828823 5.546034426 5.234305084 5.439836338 5.613505579 5.748566559 5.519951518
QLUYMIVVAYRECT-OCCSQVGLSA-N riviciclib CN1CCC(c2c(O)cc(O)c3c(=O)cc(-c4ccccc4Cl)oc23)C1CO 5.763685005 5.319541729 5.381319972 5.627510683 5.664491288 5.347364008 5.337239483 5.686837912 5.632636123 5.452665682 5.498935747 5.519293421
QROONAIPJKQFMC-UHFFFAOYSA-N Intoplicine Cc1cnc(NCCCN(C)C)c2c1[nH]c1ccc3cc(O)ccc3c12 5.648433351 5.40939782 5.392836748 5.766775804 5.414452632 5.534901662 5.457997486 5.463615654 5.419671227 5.693284609 5.505922137 5.518844466
RNLQIBCLLYYYFJ-UHFFFAOYSA-N Amrinone Nc1cc(-c2ccncc2)c[nH]c1=O 5.420571065 5.565043429 5.773214324 5.401368559 5.533003414 5.472078782 5.483940428 5.490687467 5.66261414 5.48497131 5.417346275 5.518621745
CDJNNOJINJAXPV-UHFFFAOYSA-N BAY-87-2243 Cc1cc(-c2nc(-c3ccc(OC(F)(F)F)cc3)no2)nn1Cc1ccnc(N2CCN(C3CC3)CC2)c1 5.483531831 5.524439904 5.479885115 5.471835179 5.658690106 5.455038411 5.442117956 5.461862832 5.448179948 5.576851232 5.701223647 5.518514197
ZKIAIYBUSXZPLP-UHFFFAOYSA-N Brexpiprazole O=c1ccc2ccc(OCCCCN3CCN(c4cccc5sccc45)CC3)cc2[nH]1 5.701001148 5.5386085 5.41073824 5.339401935 5.431813381 5.380215204 5.621161463 5.402185611 5.555285572 5.604371458 5.709149087 5.517630145
AFJRDFWMXUECEW-LBPRGKRZSA-N Afuresertib Cn1ncc(Cl)c1-c1cc(C(=O)NC(CN)Cc2cccc(F)c2)sc1Cl 5.620797976 5.476183551 5.44298886 5.592290378 5.704899269 5.538594156 5.297407745 5.378323365 5.595039192 5.552790942 5.493444838 5.517523661
WOFMFGQZHJDGCX-ZULDAHANSA-N Mometasone furoate CC1CC2C3CCC4=CC(=O)C=CC4(C)C3(Cl)C(O)CC2(C)C1(OC(=O)c1ccco1)C(=O)CCl 5.453819119 5.642938708 5.556442223 5.555841891 5.348041522 5.51035023 5.520875247 5.498283718 5.676774556 5.482104468 5.436274208 5.516522354
HJORMJIFDVBMOB-UHFFFAOYSA-N Rolipram COc1ccc(C2CNC(=O)C2)cc1OC1CCCC1 5.445461792 5.615166409 5.454800509 5.551347304 5.458508775 5.629615445 5.555262381 5.481546761 5.644478625 5.277538646 5.566744023 5.516406425
VZYCZNZBPPHOFY-UHFFFAOYSA-N THIOPROPERAZINE CN1CCN(CCCN2c3ccccc3Sc3ccc(S(=O)(=O)N(C)C)cc32)CC1 5.577153646 5.686598492 5.494201915 5.663712727 5.568584259 5.607430439 5.503777361 5.426316599 5.347444778 5.382386708 5.418100112 5.515973367
ZWUFGBNOUKQGBR-UHFFFAOYSA-N MK-3134 Cc1nc2cccc(C(F)(F)F)c2c(=O)n1-c1ccc(OC2CCN(C3CCC3)CC2)cc1 5.406039502 5.655872308 5.487221158 5.567946518 5.456582141 5.60849814 5.458482315 5.579118673 5.389654728 5.521249035 5.54170852 5.515670276
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RUJBDQSFYCKFAA-OAHLLOKOSA-N Levotofisopam CCC1C(C)=NN=C(c2ccc(OC)c(OC)c2)c2cc(OC)c(OC)cc21 5.436388836 5.372970972 5.56378915 5.709565211 5.540724402 5.35522654 5.594011116 5.653037259 5.629130978 5.467037143 5.341689714 5.51487012
REOZWEGFPHTFEI-JKSUJKDBSA-N Cannabidivarin C=C(C)C1CCC(C)=CC1c1c(O)cc(CCC)cc1O 5.650340137 5.78106781 5.28287896 5.391123134 5.477604199 5.680181469 5.407800857 5.638558098 5.533483863 5.608958858 5.201120024 5.513919764
HDOVUKNUBWVHOX-QMMMGPOBSA-N Valacyclovir CC(C)C(N)C(=O)OCCOCn1cnc2c(=O)[nH]c(N)nc21 5.445571645 5.497081541 5.326899192 5.446502384 5.603889971 5.555803515 5.514534538 5.614458111 5.498402897 5.504633114 5.641212728 5.513544512
BTTNOGHPGJANSW-IBGZPJMESA-N RX-01-667 CC(=O)NCC1CN(c2ccc(-c3ccc(CNCc4cn[nH]n4)cc3)c(F)c2)C(=O)O1 5.684198045 5.397872673 5.671055155 5.555027094 5.401743578 5.478437488 5.409912983 5.422254198 5.420943757 5.666009517 5.533851027 5.512845956
PMXCMJLOPOFPBT-HNNXBMFYSA-N PURVALANOL A CC(C)C(CO)Nc1nc(Nc2cccc(Cl)c2)c2ncn(C(C)C)c2n1 5.631563187 5.455836555 5.563679041 5.248461372 5.697765978 5.569125018 5.377666447 5.64380258 5.610722004 5.487017412 5.352897008 5.512594237
NNULBSISHYWZJU-LLKWHZGFSA-N ceftizoxime CON=C(C(=O)NC1C(=O)N2C(C(=O)O)=CCSC12)c1csc(N)n1 5.470138094 5.262480779 5.627915153 5.73170551 5.356568282 5.384478138 5.495833571 5.47608283 5.563472271 5.719777259 5.549882253 5.512575831
WZHJKEUHNJHDLS-QTGUNEKASA-N Metergoline CN1CC(CNC(=O)OCc2ccccc2)CC2c3cccc4c3c(cn4C)CC21 5.612372619 5.570557412 5.521121762 5.354993274 5.550784643 5.569185741 5.455318586 5.582856238 5.25798502 5.63901837 5.515297308 5.511771907
GXJABQQUPOEUTA-RDJZCZTQSA-N bortezomib CC(C)CC(NC(=O)C(Cc1ccccc1)NC(=O)c1cnccn1)B(O)O 5.429717902 5.347793593 5.494248776 5.657480047 5.49569977 5.546112794 5.512062233 5.862386905 5.455865312 5.496443933 5.318479162 5.510571857
YBBLVLTVTVSKRW-UHFFFAOYSA-N Anastrozole CC(C)(C#N)c1cc(Cn2cncn2)cc(C(C)(C)C#N)c1 5.43317214 5.759029833 5.540846154 5.37163293 5.52849498 5.433244615 5.514920589 5.862701231 5.394033557 5.374377572 5.398736539 5.510108194
BATCTBJIJJEPHM-UHFFFAOYSA-N PF-4457845 O=C(Nc1cccnn1)N1CCC(=Cc2cccc(Oc3ccc(C(F)(F)F)cn3)c2)CC1 5.569565612 5.516369324 5.42286396 5.615402072 5.578567046 5.362883927 5.643752065 5.424023168 5.42586864 5.681049266 5.369290433 5.509966865
SIMWTRCFFSTNMG-AWEZNQCLSA-N Eperezolid CC(=O)NCC1CN(c2ccc(N3CCN(C(=O)CO)CC3)c(F)c2)C(=O)O1 5.487362142 5.395064033 5.468909568 5.360737614 5.709017757 5.585735299 5.574654813 5.483737177 5.456377799 5.497501062 5.588987379 5.509825877
RUJBDQSFYCKFAA-UHFFFAOYSA-N Tofizopam CCC1C(C)=NN=C(c2ccc(OC)c(OC)c2)c2cc(OC)c(OC)cc21 5.531383181 5.387765618 5.404875333 5.529265566 5.609614847 5.605620042 5.647831549 5.370548231 5.412943076 5.479070029 5.627775863 5.509699394
LPLVUJXQOOQHMX-QWBHMCJMSA-N Glycyrrhizin CC1(C(=O)O)CCC2(C)CCC3(C)C(=CC(=O)C4C5(C)CCC(OC6OC(C(=O)O)C(O)C(O)C6OC6OC(C(=O)O)C(O)C(O)C6O)C(C)(C)C5CCC43C)C2C1 5.4600475 5.430919926 5.614542814 5.400907944 5.544758005 5.524733666 5.498718654 5.710994405 5.471471084 5.562945311 5.386481184 5.509683681
WBKHQQZRHCECKK-UHFFFAOYSA-N NRC-2694 C#Cc1cccc(Nc2ncnc3cc(OC)c(OCCCN4CCOCC4)cc23)c1 5.528030842 5.538597954 5.32596433 5.743977869 5.49862653 5.671688361 5.599540985 5.50718208 5.396154399 5.355706469 5.435607632 5.509188859
XUOAKFNMJMYKBY-UHFFFAOYSA-N TIFLAMIZOLE O=S(=O)(c1nc(-c2ccc(F)cc2)c(-c2ccc(F)cc2)[nH]1)C(F)(F)C(F)F 5.575046903 5.256434865 5.601646413 5.535650783 5.321923824 5.584356162 5.539629856 5.470681524 5.383057279 5.608365214 5.724144833 5.509176151
PWZUUYSISTUNDW-VAFBSOEGSA-N quinestrol C#CC1(O)CCC2C3CCc4cc(OC5CCCC5)ccc4C3CCC21C 5.527703684 5.441420497 5.500924408 5.473525103 5.563499631 5.68199591 5.57002054 5.527663101 5.436129913 5.430844671 5.444980929 5.50897349
VAOCPAMSLUNLGC-UHFFFAOYSA-N Metronidazole Cc1ncc([N+](=O)[O-])n1CCO 5.48824182 5.329573096 5.314225332 5.656897014 5.44608562 5.86985246 5.515733335 5.235877744 5.653363128 5.48997399 5.597384069 5.508837055
WXHHICFWKXDFOW-BJMVGYQFSA-N CHIDAMIDE Nc1ccc(F)cc1NC(=O)c1ccc(CNC(=O)C=Cc2cccnc2)cc1 5.371885344 5.44168768 5.654435346 5.335265548 5.504232245 5.546172528 5.714937054 5.551944549 5.525908917 5.507042973 5.441547783 5.508641815
PWZXTLHDGIBNLG-UHFFFAOYSA-N Elziverine COc1ccc(Cc2ncc(CN3CCN(c4ccccc4OC)CC3)c3cc(OC)c(OC)cc23)cc1OC 5.59112716 5.430802432 5.420017978 5.392983626 5.666857247 5.502457547 5.440675186 5.353566343 5.687129741 5.485846905 5.623100307 5.50859677
MQIMZDXIAHJKQP-UHFFFAOYSA-N Prinaberel C=Cc1cc(O)cc2nc(-c3ccc(O)c(F)c3)oc12 5.407856758 5.657455173 5.716590892 5.373998137 5.61750996 5.446368186 5.400919901 5.518858989 5.574622573 5.550878498 5.329161769 5.508565531
QHMWCHQXCUNUAK-UHFFFAOYSA-N Flutrimazole Fc1ccc(C(c2ccccc2)(c2ccccc2F)n2ccnc2)cc1 5.753249912 5.414044761 5.300940654 5.441369537 5.417254512 5.670297878 5.393718177 5.717797839 5.332012816 5.573123017 5.57994693 5.508523276
JCYZMTMYPZHVBF-UHFFFAOYSA-N Melarsoprol Nc1nc(N)nc(Nc2ccc([As]3SCC(CO)S3)cc2)n1 5.738035909 5.400835548 5.473801153 5.503546188 5.573959375 5.381388449 5.593788188 5.583279641 5.473510102 5.411337567 5.457546482 5.508275328
IPMYMEWFZKHGAX-ZKSIBHASSA-N Theaflavin O=c1c(O)cc(C2Oc3cc(O)cc(O)c3CC2O)cc2c(C3Oc4cc(O)cc(O)c4CC3O)cc(O)c(O)c12 5.446662017 5.357140251 5.27752388 5.3140954 5.60459314 5.742602349 5.488978586 5.509645595 5.498441484 5.704489603 5.644185662 5.508032543
ZRTQSJFIDWNVJW-WYMLVPIESA-N Lanoconazole N#CC(=C1SCC(c2ccccc2Cl)S1)n1ccnc1 5.557142167 5.808031432 5.54138887 5.386883442 5.420921089 5.520093915 5.386464514 5.642216605 5.509782056 5.467927661 5.33627178 5.50701123
HXEHCCYOTHDPPI-NBHSMZAVSA-N BMS-433796 CC(NC(=O)C(O)c1cc(F)cc(F)c1)C(=O)NC1C(=O)N(C)N=Cc2ccccc21 5.316904524 5.679454077 5.514572513 5.79455509 5.620039408 5.349133335 5.40829196 5.359476769 5.541286832 5.638637769 5.352811381 5.50683306
LUPHOOKVGNVAFT-UHFFFAOYSA-N AVP-13358 O=C(Nc1ccccn1)c1ccc2nc(-c3ccc(NC(=O)C45CC6CC(CC(C6)C4)C5)cc3)[nH]c2c1 5.204178538 5.427886442 5.345651573 5.63269766 5.689477749 5.602361405 5.327458863 5.776138557 5.395772989 5.890733438 5.280323227 5.506607313
DSLPMJSGSBLWRE-UHFFFAOYSA-N Irosustat NS(=O)(=O)Oc1ccc2c3c(c(=O)oc2c1)CCCCC3 5.329465851 5.393358242 5.540672036 5.435168762 5.723933203 5.42303661 5.60335085 5.434638021 5.689956799 5.497010955 5.48885322 5.50540405
OPQRBXUBWHDHPQ-UHFFFAOYSA-N Etazolate CCOC(=O)c1cnc2c(cnn2CC)c1NN=C(C)C 5.497388468 5.578074712 5.486929296 5.298505382 5.451895873 5.585848678 5.705328857 5.341842998 5.50152588 5.596580607 5.509183645 5.504827672
LUOUCHOLMUUZBO-SVSXJNCISA-N Linetastine CCOC(=O)Oc1ccc(C=CC=CC(=O)NCCN2CCC(OC(c3ccccc3)c3ccccc3)CC2)cc1OC 5.53098276 5.275143605 5.550370377 5.522330331 5.512060087 5.667810021 5.842921512 5.392851065 5.343167741 5.345514328 5.566762708 5.504537685
KJNNWYBAOPXVJY-UHFFFAOYSA-N Azeliragon CCCCc1nc(-c2ccc(OCCCN(CC)CC)cc2)cn1-c1ccc(Oc2ccc(Cl)cc2)cc1 5.618778479 5.535263222 5.277119573 5.334938387 5.605443967 5.306970316 5.591702196 5.642912626 5.654867703 5.318661491 5.662814775 5.504497521
QCSDJDQOJBQTDV-UHFFFAOYSA-N NSC-706744 COc1cc2c3c(n(CCCNCCO)c(=O)c2cc1OC)-c1cc2c(cc1C3=O)OCO2 5.503247852 5.695086458 5.557552723 5.278996018 5.57910084 5.572286359 5.309344678 5.280341991 5.66797677 5.508482496 5.589821216 5.503839764
OIZSVTOIBNSVOS-UHFFFAOYSA-N DSM-265 Cc1cc(Nc2ccc(S(F)(F)(F)(F)F)cc2)n2nc(C(C)(F)F)nc2n1 5.466103475 5.534093327 5.567949643 5.599416747 5.597407837 5.447593752 5.542979907 5.305598885 5.494417879 5.422545011 5.559354948 5.503405583
MRUDSZSRLQAPOG-UHFFFAOYSA-N ARSTHINOL CC(=O)Nc1cc([As]2SCC(CO)S2)ccc1O 5.394912467 5.528167831 5.567020192 5.45262625 5.533183416 5.254864653 5.594041677 5.36692478 5.799581825 5.400411928 5.644112323 5.503258849
GAOZTHIDHYLHMS-KEOBGNEYSA-N Monensin CCC1(C2OC(C3OC(O)(CO)C(C)CC3C)CC2C)CCC(C2(C)CCC3(CC(O)C(C)C(C(C)C(OC)C(C)C(=O)O)O3)O2)O1 5.708492722 5.612406462 5.856447487 5.283432734 5.259251806 5.481614197 5.288010659 5.525598975 5.655387767 5.615459632 5.24924032 5.503212978
TYZROVQLWOKYKF-ZDUSSCGKSA-N Linezolid CC(=O)NCC1CN(c2ccc(N3CCOCC3)c(F)c2)C(=O)O1 5.450366701 5.531193473 5.381051059 5.588639022 5.561577925 5.604222527 5.372528729 5.561103605 5.46933611 5.547824021 5.449456427 5.501572691
DLMNZGAILMQDHA-UHFFFAOYSA-N A 81988 CCCN(Cc1ccc(-c2ccccc2-c2nn[nH]n2)cc1)c1ncccc1C(=O)O 5.885729889 5.555806187 5.359233737 5.418301101 5.726992536 5.48613236 5.272777693 5.31898779 5.557123965 5.353193089 5.576677068 5.500995947
MZGQIBQVSJDWHM-UHFFFAOYSA-N SX-1032 COc1ccc2c(c1)c(-c1ccccc1)nc(=O)n2CC(F)(F)F 5.668564686 5.422703738 5.289163128 5.467446498 5.491533997 5.449405049 5.668731211 5.709562895 5.386061711 5.502766617 5.451384177 5.500665791
ZADGGFKUEYIBJC-UHFFFAOYSA-N Decamethoxine CC1CCC(C(C)C)C(OC(=O)C[N+](C)(C)CCCCCCCCCC[N+](C)(C)CC(=O)OC2CC(C)CCC2C(C)C)C1 5.431200417 5.556608722 5.334399198 5.666704325 5.588823761 5.437790907 5.273762812 5.53693724 5.792125343 5.474477369 5.410887842 5.500337994
RBTBFTRPCNLSDE-UHFFFAOYSA-N Methylthioninium CN(C)c1ccc2nc3ccc(=[N+](C)C)cc-3sc2c1 5.513843538 5.310253785 5.517035956 5.581647455 5.409799034 5.501904762 5.542894663 5.486480236 5.395686618 5.659901742 5.583138501 5.500235117
XOKJUSAYZUAMGJ-WOUKDFQISA-N Toyocamycin N#Cc1cn(C2OC(CO)C(O)C2O)c2ncnc(N)c12 5.522498741 5.52812443 5.294129452 5.490486448 5.50367739 5.574618582 5.45221743 5.644187611 5.479844647 5.49090001 5.518741416 5.499947832
ANZVBVKYXOGOQC-UHFFFAOYSA-N BF-1 CCOc1ccc2c(c1)Sc1cccc(OC)c1C2=C1CCN(C)CC1 5.747740399 5.47802827 5.511975782 5.539884311 5.568173855 5.598275997 5.396305723 5.350905322 5.399911325 5.451304814 5.441238125 5.498522175
HWXVIOGONBBTBY-ONEGZZNKSA-N Pacritinib C1=CCOCc2cc(ccc2OCCN2CCCC2)Nc2nccc(n2)-c2cccc(c2)COC1 5.549591287 5.584174648 5.381229074 5.54447046 5.746796051 5.589672626 5.40227983 5.328279511 5.604675822 5.38650997 5.354895276 5.497506778
MITFXPHMIHQXPI-UHFFFAOYSA-N Benoxaprofen CC(C(=O)O)c1ccc2oc(-c3ccc(Cl)cc3)nc2c1 5.48278139 5.423915312 5.461940756 5.330015833 5.539028781 5.482377757 5.660821499 5.538228465 5.468686367 5.508703842 5.566180944 5.496607359
IAIWVQXQOWNYOU-FPYGCLRLSA-N NITROFURAZONE NC(=O)NN=Cc1ccc([N+](=O)[O-])o1 5.699305786 5.539936838 5.557137861 5.601500867 5.390662277 5.478266648 5.470570324 5.327027961 5.282106473 5.583586519 5.530158829 5.496387308
SVJMLYUFVDMUHP-UHFFFAOYSA-N NIGULDIPINE COC(=O)C1=C(C)NC(C)=C(C(=O)OCCCN2CCC(c3ccccc3)(c3ccccc3)CC2)C1c1cccc([N+](=O)[O-])c1 5.73774057 5.550946647 5.353177852 5.475068942 5.360315778 5.58313998 5.421922025 5.389439438 5.357011251 5.656457575 5.565936041 5.495559646
ZCGNOVWYSGBHAU-UHFFFAOYSA-N Favipiravir NC(=O)c1nc(F)c[nH]c1=O 5.589313546 5.671784326 5.494095809 5.503678933 5.546819092 5.405949288 5.5647476 5.388586981 5.40150683 5.412307076 5.469446187 5.495294152
MSCWLMXCFHMGMN-SHUXQVCQSA-N BMS-188184 CC(=CC(=O)O)C(=Cc1ccc2cc3c(cc2c1)C(C)(C)CCC3(C)C)c1cccc(C(=O)O)c1 5.450620681 5.462632642 5.52893829 5.565729632 5.404724137 5.519947148 5.506558209 5.37366256 5.479837242 5.567213252 5.587791998 5.495241436
WDDPHFBMKLOVOX-AYQXTPAHSA-N Clofarabine Nc1nc(Cl)nc2c1ncn2C1OC(CO)C(O)C1F 5.579668912 5.508396989 5.414834513 5.571802056 5.483773512 5.455502593 5.573821947 5.634548955 5.496252371 5.361090372 5.367514038 5.495200569
KRVMLPUDAOWOGN-UHFFFAOYSA-N Ru-24969 COc1ccc2[nH]cc(C3=CCNCC3)c2c1 5.700146786 5.586851426 5.502966688 5.449902967 5.443692802 5.61637699 5.577297513 5.476058779 5.322756093 5.429482705 5.340827411 5.495123651
DBESQBZOXMCXPV-UHFFFAOYSA-N Milenperone O=C(c1ccc(F)cc1)C1CCN(CCCn2c(=O)[nH]c3cc(Cl)ccc32)CC1 5.63211922 5.253225411 5.335674201 5.272642142 5.394263643 5.67129589 5.507586292 5.874352158 5.794462808 5.34557949 5.358947227 5.494558953
YLJOVCWVJCDPLN-UHFFFAOYSA-N Apomine CC(C)OP(=O)(OC(C)C)C(Cc1cc(C(C)(C)C)c(O)c(C(C)(C)C)c1)P(=O)(OC(C)C)OC(C)C 5.78037404 5.331452169 5.174660863 5.422474366 5.720992345 5.531674846 5.736222052 5.105433123 5.452669641 5.452832357 5.727918454 5.494245841
XEDWWPGWIXPVRQ-UHFFFAOYSA-N Exifone O=C(c1cc(O)c(O)c(O)c1)c1ccc(O)c(O)c1O 5.707452511 5.394152482 5.433989213 5.583396677 5.298944419 5.598266846 5.603403724 5.587563247 5.494851304 5.364208431 5.363859214 5.49364437
OTVAEFIXJLOWRX-NXEZZACHSA-N Thiamphenicol CS(=O)(=O)c1ccc(C(O)C(CO)NC(=O)C(Cl)Cl)cc1 5.309409888 5.58675178 5.448005002 5.529169878 5.814517353 5.252957964 5.565112811 5.356866315 5.53109243 5.752243834 5.283389798 5.493592459
HSNUXANXVHLGQT-UHFFFAOYSA-N CPI-975 CCCCCCCCCCCCCCOP(=O)([O-])OC(CC(=O)O)C[N+](C)(C)C 5.378871397 5.50893438 5.445216036 5.454851499 5.701763629 5.461571648 5.476224052 5.364015637 5.387164 5.544259987 5.705280881 5.493468468
PGNHBJGIQAEIHD-UHFFFAOYSA-N Elopiprazole Fc1ccc(-c2ccc(CN3CCN(c4cccc5ccoc45)CC3)[nH]2)cc1 5.493251452 5.430015038 5.401824491 5.598427074 5.485638558 5.446959888 5.302023947 5.629223625 5.672414864 5.39989596 5.56320948 5.492989489
VOJLELRQLPENHL-UHFFFAOYSA-N Doxefazepam O=C1C(O)N=C(c2ccccc2F)c2cc(Cl)ccc2N1CCO 5.191822367 5.577044993 5.333968924 5.706062182 5.420956076 5.349417899 5.696110142 5.890485256 5.329932057 5.722852753 5.203163875 5.492892411
FDMUNKXWYMSZIR-NQWKWHCYSA-N Artemisone CC1CCC2C(C)C(N3CCS(=O)(=O)CC3)OC3OC4(C)CCC1C32OO4 5.638651058 5.354792439 5.366461483 5.48054513 5.628789683 5.262690105 5.551975563 5.59320598 5.534871926 5.536085408 5.466453206 5.492229271
KAKPGJJRYRYSTP-UHFFFAOYSA-N RX-5902 COc1cc(OC)cc(N2CCN(C(=O)Nc3nc4cc(F)ccc4nc3OC)CC2)c1 5.408675737 5.549043356 5.64590234 5.549714604 5.330693579 5.44627122 5.575175525 5.430279445 5.447162317 5.609706253 5.417121165 5.491795049
YBHNZQJIFKDDHM-UHFFFAOYSA-N 1954U89 CCC(CC)n1c(C)cc2c3c(N)nc(N)nc3ccc21 5.368418457 5.641249552 5.515161142 5.381571708 5.402586358 5.360699887 5.4834294 5.557816859 5.448257389 5.639150691 5.60877478 5.49155602
BDXXSFOJPYSYOC-UHFFFAOYSA-N PF-05175157 Cc1nc2ccc(C(=O)N3CCC4(CC3)CC(=O)c3c(cnn3C(C)C)C4)cc2[nH]1 5.549539493 5.484652849 5.332597243 5.35638829 5.405148591 5.414600934 5.65914618 5.394685273 5.558345677 5.61440427 5.634303335 5.491255649
AKLMUGFDGONMAA-UHFFFAOYSA-N NBI-34041 CCCC(CCC)N1CCn2nc(-c3ccc(Cl)cc3Cl)c3nc(C)cc1c32 5.324771631 5.430996803 5.582562673 5.491260138 5.515515846 5.235564886 5.502595507 5.394759334 5.672458783 5.743670044 5.498915039 5.490279153
XRVJPLDTMUSSDE-UHFFFAOYSA-N SULFADICRAMIDE CC(C)=CC(=O)NS(=O)(=O)c1ccc(N)cc1 5.574810929 5.404510356 5.526404276 5.670337788 5.608804663 5.369866809 5.24878686 5.5183184 5.32587401 5.3947343 5.740156188 5.489327689
FOFDIMHVKGYHRU-UHFFFAOYSA-N MP-470 S=C(NCc1ccc2c(c1)OCO2)N1CCN(c2ncnc3c2oc2ccccc23)CC1 5.478438633 5.61186862 5.427639789 5.547539788 5.546595637 5.509960711 5.461531315 5.508229688 5.405164831 5.343427371 5.53185632 5.488386609
XEZLBMHDUXSICI-UHFFFAOYSA-N GDC-0425 CCN1CCC(Oc2c(C#N)ncc3[nH]c4ncccc4c23)CC1 5.308058751 5.771139731 5.39823586 5.570996748 5.328712145 5.628145549 5.273256384 5.4360455 5.461770906 5.567036601 5.620232886 5.487602824
HSVTZTOFRYKVEA-KGWLDMEJSA-N NCX-1015 CC12C=CC(=O)C=C1CCC1C2C(O)CC2(C)C1CCC2(O)C(=O)COC(=O)c1ccc(CO[N+](=O)O)cc1 5.389164361 5.595224787 5.558516795 5.347352946 5.392219378 5.532614323 5.613927997 5.647506242 5.388353291 5.406605323 5.490477503 5.487451177
ROWSTIYZUWEOMM-UHFFFAOYSA-N TAS-103 CN(C)CCNc1nc2cc(O)ccc2c2c1C(=O)c1ccccc1-2 5.528969797 5.336024849 5.314128508 5.619893233 5.633849728 5.603664238 5.573873037 5.498819116 5.631428312 5.231963999 5.386552685 5.487197046
MIWWSGDADVMLTG-UHFFFAOYSA-N Fexinidazole CSc1ccc(OCc2ncc([N+](=O)[O-])n2C)cc1 5.357579634 5.524336582 5.475999854 5.31720446 5.530205153 5.556935347 5.652922838 5.492911614 5.668595778 5.418295809 5.354720447 5.486337047
GUGOEEXESWIERI-UHFFFAOYSA-N Terfenadine CC(C)(C)c1ccc(C(O)CCCN2CCC(C(O)(c3ccccc3)c3ccccc3)CC2)cc1 5.729119347 5.57345455 5.489541061 5.768170503 5.357848902 5.187311843 5.311098428 5.461881395 5.605662342 5.476792304 5.38372134 5.48587291
FAYAUAZLLLJJGH-UHFFFAOYSA-N SNS-314 O=C(Nc1cccc(Cl)c1)Nc1ncc(CCNc2ncnc3ccsc23)s1 5.370409104 5.470187925 5.665033023 5.425230594 5.513999426 5.326593591 5.36901803 5.720563464 5.635032412 5.346659165 5.499933191 5.485696357
IZZYUABKZYIINT-UHFFFAOYSA-N Rosabulin Cc1cc(NC(=O)C(=O)c2cc(Cc3ccc(C#N)cc3)n3ccccc23)sn1 5.487059153 5.713483121 5.625360716 5.354319559 5.244943908 5.488466276 5.663832773 5.352938745 5.31863599 5.460017914 5.629334318 5.485308407
DKGZKTPJOSAWFA-UHFFFAOYSA-N Spiroperidol O=C(CCCN1CCC2(CC1)C(=O)NCN2c1ccccc1)c1ccc(F)cc1 5.48941205 5.53125055 5.567421401 5.328699476 5.793098382 5.467103219 5.388994862 5.522230663 5.494774825 5.359782173 5.395144804 5.485264764
STQGQHZAVUOBTE-VGBVRHCVSA-N Daunorubicin COc1cccc2c1C(=O)c1c(O)c3c(c(O)c1C2=O)CC(O)(C(C)=O)CC3OC1CC(N)C(O)C(C)O1 5.503731049 5.472730874 5.469536027 5.408425008 5.603549454 5.42871383 5.415392499 5.507991057 5.488962382 5.572965555 5.462476646 5.484952216
QFLNTQDOVCLQKW-UHFFFAOYSA-N Tecarfarin CC(OC(=O)c1ccc(Cc2c(O)c3ccccc3oc2=O)cc1)(C(F)(F)F)C(F)(F)F 5.684745482 5.263058878 5.640732075 5.348246372 5.474864343 5.39863124 5.612625476 5.373633444 5.421629411 5.409166374 5.702574136 5.484537021
BHELIUBJHYAEDK-OAIUPTLZSA-N Aspoxicillin CNC(=O)CC(N)C(=O)NC(C(=O)NC1C(=O)N2C1SC(C)(C)C2C(=O)O)c1ccc(O)cc1 5.557543545 5.683441986 5.499456281 5.461593075 5.339480123 5.376115671 5.431024887 5.575493845 5.244514014 5.485821363 5.669615087 5.48400908
HGVNLRPZOWWDKD-UHFFFAOYSA-N ZSTK-474 FC(F)c1nc2ccccc2n1-c1nc(N2CCOCC2)nc(N2CCOCC2)n1 5.658879164 5.494456234 5.408897524 5.563910941 5.400202104 5.408456719 5.512321757 5.34404442 5.642930725 5.435297447 5.446936277 5.483303028
VDGXZSSDCDPCRF-UHFFFAOYSA-N P-218 CCc1nc(N)nc(N)c1OCCCOc1ccccc1CCC(=O)O 5.519497043 5.545298832 5.218944453 5.518250549 5.440839341 5.426552568 5.65163378 5.278830666 5.461650538 5.612796336 5.638518113 5.482982929
PWVXXGRKLHYWKM-LJQANCHMSA-N Eletriptan CN1CCCC1Cc1c[nH]c2ccc(CCS(=O)(=O)c3ccccc3)cc12 5.633085008 5.409775282 5.466796289 5.523545355 5.268898608 5.685795433 5.47877075 5.403368507 5.558976146 5.399796786 5.479571467 5.482579966
ASSNCSVJAZEMQG-UHFFFAOYSA-N AR-709 COc1cc(Cc2cnc(N)nc2N)c2cc(Cc3c(C(=O)N(C)C)[nH]c4ccc(Cl)cc34)oc2c1OC 5.69564324 5.470715303 5.292310467 5.525470901 5.515649646 5.498145733 5.540006525 5.433126614 5.313585718 5.595940088 5.426883212 5.48249795
HRHKSTOGXBBQCB-VFWICMBZSA-N PORFIROMYCIN COC12C(COC(N)=O)C3=C(C(=O)C(C)=C(N)C3=O)N1CC1C2N1C 5.450824436 5.54918717 5.068946043 5.448725577 5.595148514 5.439925641 5.418142445 5.550138547 5.580818782 5.606305974 5.58521156 5.481215881
UPQJYTNALAIZCC-UHFFFAOYSA-N BVT-74316 COc1ccc(C)cc1NS(=O)(=O)c1cc(OC2CCNCC2)c2occc2c1 5.446400608 5.582602922 5.582330321 5.376175406 5.471456613 5.572897178 5.54220137 5.29347602 5.300212495 5.465670219 5.658782531 5.481109608
MJOGWNMYQLVUOU-UHFFFAOYSA-N flosatidil CSc1ccccc1N(Cc1cccc(C(F)(F)F)c1)C(=O)CN(CCN(C)C)C(=O)OCC(C)C 5.623979214 5.386240781 5.608565951 5.546710085 5.616024294 5.574282458 5.373304939 5.250046981 5.249798427 5.479770159 5.582543346 5.481024239
HLCHRSFXEXAMLU-YDQNRGGDSA-N Ro-24-0238 CCCCCC(=CC=CC(=O)NC(C)CCCc1cccnc1)c1ccc(OC)cc1 5.487315806 5.741792525 5.522006508 5.413239616 5.586330939 5.485104786 5.520197547 5.406890478 5.487603674 5.312522042 5.298528538 5.478321133
FLSUCZWOEMTFAQ-PRBGKLEPSA-N Sulopenem CC(O)C1C(=O)N2C(C(=O)O)=C(SC3CCS(=O)C3)SC12 5.363265374 5.477032644 5.432254053 5.250513541 5.586980707 5.6678448 5.352151998 5.541649339 5.710867129 5.461079437 5.41763115 5.478297288
XXSMGPRMXLTPCZ-UHFFFAOYSA-N Hydroxychloroquine CCN(CCO)CCCC(C)Nc1ccnc2cc(Cl)ccc12 5.357564773 5.460528473 5.557726516 5.463083672 5.414559615 5.670446101 5.605274727 5.338851232 5.226297592 5.643371751 5.523218432 5.478265717
ZHFIAFNZGWCLHU-YPMHNXCESA-N IFOXETINE Cc1cccc(OC2CCNCC2O)c1C 5.484507028 5.373650233 5.585945152 5.337775296 5.450497912 5.627599182 5.425471217 5.585730101 5.294276483 5.61206339 5.480367969 5.477989451
ZEUITGRIYCTCEM-KRWDZBQOSA-N Duloxetine CNCCC(Oc1cccc2ccccc12)c1cccs1 5.502662152 5.416770442 5.377364354 5.579755106 5.487977148 5.550896127 5.407162054 5.441393765 5.414761697 5.680993349 5.395779737 5.477774176
HSNUXANXVHLGQT-HXUWFJFHSA-N SDZ CPI 975 CCCCCCCCCCCCCCOP(=O)([O-])OC(CC(=O)O)C[N+](C)(C)C 5.461923714 5.585699734 5.319955838 5.611855975 5.430957008 5.407106651 5.458750407 5.538905174 5.492626635 5.561401664 5.377646138 5.476984449
DXKRGNXUIRKXNR-UHFFFAOYSA-N Ibafloxacin Cc1c(F)cc2c(=O)c(C(=O)O)cn3c2c1CCC3C 5.353089918 5.534759548 5.688161978 5.498496401 5.477503256 5.499454209 5.306006981 5.242279836 5.569623079 5.447009356 5.627433647 5.476710746
NPGNOVNWUSPMDP-HLLBOEOZSA-N pivmecillinam CC(C)(C)C(=O)OCOC(=O)C1N2C(=O)C(N=CN3CCCCCC3)C2SC1(C)C 5.579033986 5.49087453 5.49537237 5.431727657 5.438394131 5.645557468 5.421561041 5.310778284 5.497054444 5.62669912 5.306611186 5.476696747
IBTISPLPBBHVSU-UVOOVGFISA-N Namitecan CCC1(O)C(=O)OCc2c1cc1n(c2=O)Cc2c-1nc1ccccc1c2C=NOCCN 5.475382319 5.4076236 5.631163106 5.303948259 5.523943064 5.588560731 5.52880928 5.500153147 5.463495463 5.463904205 5.35492693 5.476537282
JFIWEPHGRUDAJN-DYUFWOLASA-N Ethynylcytidine C#CC1(O)C(CO)OC(n2ccc(N)nc2=O)C1O 5.491889236 5.387451183 5.408602016 5.610719278 5.55930949 5.420113712 5.357601188 5.391458531 5.690908295 5.453234256 5.469814483 5.476463788
WOVKYSAHUYNSMH-RRKCRQDMSA-N Bromodeoxyuridine O=c1[nH]c(=O)n(C2CC(O)C(CO)O2)cc1Br 5.389923177 5.411091959 5.476065537 5.55730471 5.430077983 5.549318675 5.642098192 5.488934705 5.523855297 5.44182905 5.326655178 5.476104951
WPTTVJLTNAWYAO-KPOXMGGZSA-N bardoxolone methyl COC(=O)C12CCC(C)(C)CC1C1C(=O)C=C3C4(C)C=C(C#N)C(=O)C(C)(C)C4CCC3(C)C1(C)CC2 5.753397892 5.508535323 5.421398697 5.383488286 5.420921934 5.327894704 5.368322181 5.336888847 5.746955022 5.572803559 5.390286047 5.475535681
SDUQYLNIPVEERB-QPPQHZFASA-N Gemcitabine Nc1ccn(C2OC(CO)C(O)C2(F)F)c(=O)n1 5.221946961 5.421992508 5.523241 5.408931945 5.607014779 5.452319298 5.436865916 5.540992923 5.455058132 5.621614276 5.540689428 5.475515197
XPNMCDYOYIKVGB-CONSDPRKSA-N EZLOPITANT COc1ccc(C(C)C)cc1CNC1C2CCN(CC2)C1C(c1ccccc1)c1ccccc1 5.479143553 5.450623761 5.532682135 5.581050082 5.381273458 5.552563821 5.458079883 5.837685008 5.356917001 5.412096608 5.178109223 5.474565867
DFPAKSUCGFBDDF-UHFFFAOYSA-N Niacinamide NC(=O)c1cccnc1 5.584442321 5.440225386 5.576286646 5.557003417 5.651888583 5.26655736 5.496353801 5.447742526 5.472901001 5.368673432 5.350119502 5.473835816
CXGTZJYQWSUFET-IBGZPJMESA-N Tesaglitazar CCOC(Cc1ccc(OCCc2ccc(OS(C)(=O)=O)cc2)cc1)C(=O)O 5.246562904 5.488876966 5.601075641 5.57331488 5.442368229 5.299688172 5.782707238 5.674429413 5.389504186 5.18045993 5.52805705 5.473367692
GNDPAVKYAUIVEB-ZROIWOOFSA-N FURONAZIDE CC(=NNC(=O)c1ccncc1)c1ccco1 5.710235816 5.301589838 5.421059557 5.388548538 5.390170982 5.480820377 5.467329994 5.472220286 5.525062977 5.4963456 5.552993404 5.473307034
SJHLKUDCBZZUEE-DHIUTWEWSA-N AD-2646 CCCCCCCCCCCCCCNC(CO)C(O)c1ccc([N+](=O)[O-])cc1 5.508089123 5.518428838 5.434573652 5.646385028 5.458241958 5.470733496 5.536347369 5.414729097 5.470625044 5.414434943 5.328322528 5.472810098
ZFSXZJXLKAJIGS-UHFFFAOYSA-N CLOFLUCARBAN O=C(Nc1ccc(Cl)cc1)Nc1ccc(Cl)c(C(F)(F)F)c1 5.341946187 5.413566131 5.608192165 5.358229478 5.342228249 5.504645249 5.584826106 5.675722744 5.460576989 5.540823813 5.364912213 5.472333575
KPQZUUQMTUIKBP-UHFFFAOYSA-N Secnidazole Cc1ncc([N+](=O)[O-])n1CC(C)O 5.575252068 5.374677644 5.451326338 5.503844014 5.44758175 5.243481684 5.338301617 5.651779737 5.615648988 5.557437675 5.430468349 5.471799988
CUUCCLJJOWSASK-UHFFFAOYSA-N Benzoyl Metronidazole Cc1ncc([N+](=O)[O-])n1CCOC(=O)c1ccccc1 5.446433676 5.240976403 5.402170616 5.624056743 5.425723347 5.505963013 5.711579375 5.492178087 5.599305715 5.475257064 5.256995704 5.470967249
ODJLBQGVINUMMR-HZXDTFASSA-N Strophanthidine CC12CCC3C(CCC4(O)CC(O)CCC34C=O)C1(O)CCC2C1=CC(=O)OC1 5.545270675 5.794463899 5.245542863 5.47283088 5.603281565 5.381751942 5.244447293 5.448522938 5.465733522 5.437137771 5.537445514 5.470584442
ROMLGDPRVIVYSV-UHFFFAOYSA-N A-57132 O=C(O)c1cn(-c2ccc(F)cc2)c2nc(N3CCNCC3)c(F)cc2c1=O 5.521769691 5.583860888 5.442679063 5.446414137 5.409556848 5.488608748 5.327117716 5.359394616 5.409168716 5.627585096 5.558111668 5.470387926
QJFSABGVXDWMIW-UHFFFAOYSA-N Azilsartan medoxomil CCOc1nc2cccc(C(=O)OCc3oc(=O)oc3C)c2n1Cc1ccc(-c2ccccc2-c2noc(=O)[nH]2)cc1 5.584810835 5.602817582 5.619240888 5.486298836 5.208765806 5.551156401 5.492890465 5.448463728 5.477247225 5.433717224 5.255937916 5.469213355
ZXBCLVSLRUWISJ-UHFFFAOYSA-N Sotirimod Cc1nc2c(N)nc3cccnc3c2n1CC(C)C 5.376882275 5.439706068 5.462446018 5.318410762 5.427833073 5.568042878 5.460504769 5.557476745 5.416687188 5.446182748 5.686332791 5.469136847
FWYSMLBETOMXAG-QHCPKHFHSA-N Letermovir COc1cccc(N2CCN(C3=Nc4c(F)cccc4C(CC(=O)O)N3c3cc(C(F)(F)F)ccc3OC)CC2)c1 5.36958872 5.540303556 5.329661113 5.382875198 5.487692861 5.482718603 5.475417456 5.578369248 5.498425443 5.443964157 5.563641784 5.468423467
QOYHHIBFXOOADH-UHFFFAOYSA-N Fluspirilene O=C1NCN(c2ccccc2)C12CCN(CCCC(c1ccc(F)cc1)c1ccc(F)cc1)CC2 5.617733499 5.295582029 5.7387373 5.303520352 5.437235676 5.299896614 5.577073451 5.618060816 5.337356041 5.486854042 5.436010218 5.468005458
VJKZUTFFMNSTTD-UHFFFAOYSA-N INO-5042 O=C1c2ccccc2C(=O)c2sc(-c3ccco3)nc21 5.328697753 5.632677941 5.328299568 5.438587992 5.43202159 5.673490046 5.501000637 5.452376427 5.307106098 5.445680582 5.602116511 5.467459559
BNVPFDRNGHMRJS-UHFFFAOYSA-N Edicotinib CC1(C)CC=C(c2nc(C3CC(C)(C)OC(C)(C)C3)ccc2NC(=O)c2ncc(C#N)[nH]2)CC1 5.552107919 5.436183861 5.353743753 5.427082495 5.420914957 5.334284926 5.673840953 5.333169534 5.618029079 5.4734977 5.511822313 5.466788863
UPALIKSFLSVKIS-UHFFFAOYSA-N Amonafide CN(C)CCN1C(=O)c2cccc3cc(N)cc(c23)C1=O 5.435674922 5.411963229 5.354240617 5.479063535 5.630388375 5.401833417 5.648637445 5.530081731 5.238706985 5.399401709 5.593400189 5.465762923
JLPYLHLUHJOPNL-UHFFFAOYSA-N L-655240 Cc1c(CC(C)(C)C(=O)O)n(Cc2ccc(Cl)cc2)c2ccc(F)cc12 5.337787956 5.371572132 5.460293325 5.668903457 5.545486343 5.355415099 5.456639036 5.484946545 5.362351371 5.683637046 5.394950877 5.465634835
MNHDKMDLOJSCGN-UHFFFAOYSA-N BP-897 COc1ccccc1N1CCN(CCCCNC(=O)c2ccc3ccccc3c2)CC1 5.505902468 5.584644746 5.439165964 5.363412143 5.379663667 5.550624004 5.345970056 5.517119021 5.457723231 5.341168406 5.61709433 5.463862549
FLSUCZWOEMTFAQ-JNCILSLHSA-N CP-65207 CC(O)C1C(=O)N2C(C(=O)O)=C(SC3CCS(=O)C3)SC12 5.638537291 5.427601462 5.259403909 5.687282656 5.50584248 5.456134343 5.366007513 5.395135119 5.553110377 5.41860081 5.391020557 5.463516047
VOVIALXJUBGFJZ-KWVAZRHASA-N Budesonide CCCC1OC2CC3C4CCC5=CC(=O)C=CC5(C)C4C(O)CC3(C)C2(C(=O)CO)O1 5.527471318 5.472590258 5.238841583 5.370973114 5.753213043 5.347608153 5.64575639 5.381662125 5.449461221 5.529234452 5.379149503 5.463269196
POERAARDVFVDLO-QGZVFWFLSA-N LEQ-506 Cc1c(Cc2ccccc2)nnc(N2CCN(c3cnc(C(C)(C)O)cn3)C(C)C2)c1C 5.370758895 5.541457027 5.396221336 5.428768585 5.32948366 5.672797919 5.573666583 5.46277983 5.635391667 5.398645044 5.282304222 5.46293407
IQIBKLWBVJPOQO-UHFFFAOYSA-N Tazarotenic acid CC1(C)CCSc2ccc(C#Cc3ccc(C(=O)O)cn3)cc21 5.584309203 5.679597203 5.497549936 5.490257863 5.322836847 5.575539258 5.46211377 5.444666054 5.329440739 5.264648949 5.429169064 5.461829899
NEMNPWINWMHUMR-UHFFFAOYSA-N RAFOXANIDE O=C(Nc1ccc(Oc2ccc(Cl)cc2)c(Cl)c1)c1cc(I)cc(I)c1O 5.608452867 5.516787153 5.351420648 5.545351147 5.338901141 5.461696669 5.445567479 5.405249128 5.532857039 5.514583658 5.358761589 5.461784411
XIUUSFJTJXFNGH-UHFFFAOYSA-N Mebicar CN1C(=O)N(C)C2C1N(C)C(=O)N2C 5.566393002 5.265206048 5.607134926 5.492308804 5.548299807 5.305837264 5.210292036 5.504990101 5.481781114 5.714566785 5.381447023 5.461659719
SCAGLYMBBLMFND-UHFFFAOYSA-N H-327 NC1CCC(Nc2nc(NCc3cccc(I)c3)c3ncn(C4CCCC4)c3n2)CC1 5.249278624 5.304890574 5.430015764 5.432547505 5.617321102 5.400200518 5.490787211 5.365713395 5.514368138 5.510731238 5.750846919 5.460609181
LRHPCRBOMKRVOA-UHFFFAOYSA-N Oracine O=C1c2ccccc2-c2c1c1ccccc1c(=O)n2CCNCCO 5.432648228 5.346061818 5.4017598 5.429754153 5.653019039 5.331886231 5.51748843 5.498177616 5.388543879 5.50140159 5.565502398 5.460567562
DQOYUDHAZMAVLD-UHFFFAOYSA-N FLORIFENINE O=C(OCCN1CCCC1)c1ccccc1Nc1ccnc2cc(C(F)(F)F)ccc12 5.424051078 5.49388507 5.510397515 5.432068306 5.433612765 5.377864321 5.58619446 5.553604602 5.40111439 5.274754506 5.572302803 5.459986347
YJZSUCFGHXQWDM-UHFFFAOYSA-N ADAPHOSTIN O=C(OC12CC3CC(CC(C3)C1)C2)c1ccc(NCc2cc(O)ccc2O)cc1 5.553938443 5.240257433 5.663976237 5.475721939 5.577120051 5.352551587 5.490072309 5.574362154 5.41227842 5.341683491 5.37065502 5.459328826
OVPNQJVDAFNBDN-UHFFFAOYSA-N AT-7519 O=C(NC1CCNCC1)c1[nH]ncc1NC(=O)c1c(Cl)cccc1Cl 5.478274801 5.319516035 5.669162503 5.357567819 5.480168178 5.452355839 5.383109705 5.636110204 5.327115094 5.401538272 5.544473962 5.459035674
WCKZRLOUKYFJDY-UHFFFAOYSA-N UNBS-5162 CN(C)CCN1C(=O)c2cccc3cc(NC(N)=O)cc(c23)C1=O 5.379424719 5.483775259 5.498400515 5.439516166 5.455556478 5.282640998 5.626401438 5.418306048 5.735923942 5.370021434 5.354817633 5.458616785
PKZCOQYQGMAVLN-UHFFFAOYSA-N AD 8717 COc1ccc(CS(=O)c2ncccc2C(=O)Nc2cc(C)nc(C)c2)c(OC)c1 5.589339827 5.361137469 5.390184601 5.667778436 5.387357769 5.362890792 5.472197455 5.42269901 5.571741544 5.418750044 5.397542961 5.458329083
JLRIJKVMMZEKDF-UHFFFAOYSA-N AKN-028 Nc1ncc(-c2ccncc2)nc1Nc1ccc2[nH]ccc2c1 5.366794248 5.479740401 5.485831492 5.374994403 5.523556277 5.320695074 5.598130566 5.502069591 5.410041839 5.475719597 5.491178789 5.457159298
FJZZPCZKBUKGGU-AUSIDOKSSA-N Eliglustat CCCCCCCC(=O)NC(CN1CCCC1)C(O)c1ccc2c(c1)OCCO2 5.419356648 5.538079312 5.419397743 5.426432191 5.346584569 5.644371201 5.440487673 5.414918405 5.367221628 5.630861467 5.377156752 5.456806144
WDVSHHCDHLJJJR-UHFFFAOYSA-N Proflavine Nc1ccc2cc3ccc(N)cc3nc2c1 5.427134753 5.452706109 5.473362565 5.331592728 5.470733415 5.562981729 5.434588783 5.400279943 5.478674174 5.712006546 5.279724431 5.456707743
KVHRYLNQDWXAGI-UHFFFAOYSA-N TAK-063 COc1cn(-c2ccc(-n3cccn3)cc2F)nc(-c2ccnn2-c2ccccc2)c1=O 5.536066292 5.501184789 5.402269993 5.547619657 5.34271871 5.397855713 5.208096929 5.505330485 5.606059656 5.476287378 5.496978374 5.45640618
LAGYWHSFHIMTPE-UHFFFAOYSA-N DESMETHYLASTEMIZOLE Oc1ccc(CCN2CCC(Nc3nc4ccccc4n3Cc3ccc(F)cc3)CC2)cc1 5.630545254 5.555953416 5.531335686 5.512077771 5.452015425 5.423465862 5.336832632 5.424204799 5.367555694 5.320550176 5.461200453 5.455976106
RZERRLOTRSJIAW-NEPGVILWSA-N GV-150013 O=C(Nc1ccccc1)NC1C(=O)N(CC23CC4CC(CC(C4)C2)C3)c2ccccc2N(c2ccccc2)C1=O 5.721608472 5.495825906 5.363292668 5.513855092 5.563951268 5.320497413 5.480524642 5.486927085 5.241084013 5.317348504 5.506349462 5.455569502
FUKHGCVTMAEHRG-NRFANRHFSA-N BMS-194449 CS(=O)(=O)Nc1cc(C(O)CNC(c2ccc(OC(F)F)cc2)c2ccc(OC(F)F)cc2)ccc1O 5.518171519 5.369577193 5.517472781 5.610554055 5.261162865 5.581499838 5.535620744 5.444165941 5.266599341 5.256360383 5.64177967 5.454814939
AIUHRQHVWSUTGJ-UHFFFAOYSA-N THIOPROPAZATE CC(=O)OCCN1CCN(CCCN2c3ccccc3Sc3ccc(Cl)cc32)CC1 5.453840654 5.279323794 5.660288336 5.434812796 5.417256741 5.486453898 5.432197156 5.516945475 5.486526148 5.358863333 5.475306395 5.45471043
BZEWSEKUUPWQDQ-UHFFFAOYSA-N Dyclonine CCCCOc1ccc(C(=O)CCN2CCCCC2)cc1 5.412898674 5.425050836 5.442185876 5.304146759 5.494858163 5.567899497 5.528367502 5.610576274 5.45900386 5.472673579 5.281697949 5.454487179
BHYRGODCLWGHQG-LCBDOTBSSA-N CGP-27557 COC1C=COC2(C)Oc3c(C)c(O)c4c(O)c(c(C=NN5CCN6CCCCC6C5)c(O)c4c3C2=O)NC(=O)C(C)=CC=CC(C)C(O)C(C)C(O)C(C)C(OC(C)=O)C1C 5.416220289 5.449686998 5.372772346 5.568233239 5.640927891 5.344142081 5.345639071 5.549169337 5.251394482 5.463983844 5.595320307 5.454317262
VJXSSYDSOJBUAV-UHFFFAOYSA-N Piritrexim COc1ccc(OC)c(Cc2cnc3nc(N)nc(N)c3c2C)c1 5.393632222 5.311784075 5.32981539 5.210743865 5.437015819 5.83991328 5.518574499 5.505016306 5.510183506 5.563586088 5.375860625 5.454193243
ACWBQPMHZXGDFX-QFIPXVFZSA-N Valsartan CCCCC(=O)N(Cc1ccc(-c2ccccc2-c2nn[nH]n2)cc1)C(C(=O)O)C(C)C 5.294174018 5.558608318 5.295477565 5.571004869 5.484659755 5.361659641 5.598367358 5.511036316 5.338716703 5.376856691 5.599859191 5.453674584
KLBQZWRITKRQQV-UHFFFAOYSA-N Thioridazine CSc1ccc2c(c1)N(CCC1CCCCN1C)c1ccccc1S2 5.486288541 5.313499405 5.478401991 5.50268515 5.467350859 5.354218057 5.747150299 5.576435372 5.339482184 5.425081705 5.299576585 5.453651832
BVAHPPKGOOJSPU-UHFFFAOYSA-N GSK-2256098 CONC(=O)c1ccccc1Nc1cc(Nc2cc(C)nn2C(C)C)ncc1Cl 5.560119346 5.268877264 5.327399807 5.349811785 5.412050734 5.576094149 5.658299004 5.469451234 5.479106982 5.292563329 5.589361383 5.453012274
ODEDPKNSRBCSDO-UHFFFAOYSA-N Ilmofosine CCCCCCCCCCCCCCCCSCC(COC)COP(=O)([O-])OCC[N+](C)(C)C 5.42924492 5.334558907 5.300039096 5.512010871 5.792945702 5.390154357 5.400750542 5.638366144 5.376513783 5.386615972 5.411600433 5.452072793
MTUYOFGUEXWKLC-UHFFFAOYSA-N BN-82685 Cc1nc2c(s1)C(=O)C=C(NCCN(C)C)C2=O 5.585918179 5.406999886 5.280529825 5.45154005 5.41520782 5.571876389 5.413662612 5.559506921 5.549360852 5.323456292 5.405787694 5.451258775
VXMOONUMYLCFJD-DHLKQENFSA-N BARNIDIPINE COC(=O)C1=C(C)NC(C)=C(C(=O)OC2CCN(Cc3ccccc3)C2)C1c1cccc([N+](=O)[O-])c1 5.35845643 5.589002422 5.558232781 5.52592995 5.460106568 5.27241875 5.391307012 5.37909662 5.431215056 5.406819442 5.587637911 5.450929358
ZACWYYKZMLGOTG-UHFFFAOYSA-N SMN-C3 CCN1CCC(c2cc(C)c3nc(-c4cc5c(C)nc(C)cn5n4)cc(=O)n3c2)CC1 5.390768274 5.357362673 5.571562847 5.590295472 5.455066764 5.380295444 5.374580831 5.336223862 5.542790443 5.437902457 5.50998486 5.449712175
SSLKKMZJCJBOML-UHFFFAOYSA-N AZINTAMIDE CCN(CC)C(=O)CSc1ccc(Cl)nn1 5.338233305 5.454515289 5.554405565 5.349633369 5.370667978 5.328314752 5.554984929 5.510430524 5.466845233 5.578252677 5.437486184 5.449433619
FJHBVJOVLFPMQE-QFIPXVFZSA-N SN-38 CCc1c2c(nc3ccc(O)cc13)-c1cc3c(c(=O)n1C2)COC(=O)C3(O)CC 5.302819011 5.474444559 5.432599628 5.43221883 5.346876251 5.528790753 5.554342788 5.450570639 5.429321731 5.516684058 5.472486325 5.44919587
CSBQPRGTYHAYKS-AATRIKPKSA-N F 0401 COC(=O)C1=C(C)NC(C)=C(C(=O)OCC=Cc2ccc(Cn3ccnc3)cc2)C1c1cccc([N+](=O)[O-])c1 5.489605199 5.385235284 5.492620372 5.26234383 5.663027629 5.593790658 5.441133356 5.355091193 5.422263753 5.362091145 5.47141638 5.448965345
LECZXZOBEZITCL-UHFFFAOYSA-N REVAPRAZAN Cc1nc(Nc2ccc(F)cc2)nc(N2CCc3ccccc3C2C)c1C 5.427232452 5.536305199 5.34202343 5.151998584 5.492688304 5.468014484 5.302258852 5.462912834 5.616998226 5.623795463 5.503106848 5.447939516
FJRZOOICEHBAED-UHFFFAOYSA-N S-2150 Cc1nc(N)n[nH]1 5.426032867 5.240818884 5.563867298 5.390846406 5.389543275 5.602234424 5.658181859 5.25703177 5.369720287 5.448798125 5.578737343 5.44780114
FVIZARNDLVOMSU-IRFFNABBSA-N 20-O-beta-D-Glucopyranosyl-20(S)-protopanaxadiol CC(C)=CCCC(C)(OC1OC(CO)C(O)C(O)C1O)C1CCC2(C)C1C(O)CC1C3(C)CCC(O)C(C)(C)C3CCC12C 5.546501754 5.33365078 5.303376383 5.46067509 5.366445759 5.517563379 5.545978553 5.329557726 5.513555452 5.268255203 5.738537321 5.447645218
SZFPYBIJACMNJV-UHFFFAOYSA-N PERIFOSINE CCCCCCCCCCCCCCCCCCOP(=O)([O-])OC1CC[N+](C)(C)CC1 5.492246401 5.498045706 5.63739595 5.508355989 5.511384333 5.277360133 5.308003417 5.507754662 5.463955824 5.294285723 5.423159738 5.447449807
CGGCTVKVZKTIME-JVVVGQRLSA-N [11C]Erlotinib C#Cc1cccc(Nc2ncnc3cc(OCCOC)c(OCCOCC)cc23)c1 5.297129981 5.359497816 5.506516007 5.304512856 5.476553122 5.47234509 5.745832411 5.408108018 5.410859493 5.478828453 5.448237501 5.446220068
VXHRQVMQVYQGQG-UHFFFAOYSA-N WAY-254011 O=C(O)Cc1ccc(COc2cccc(-c3c(Cc4ccccc4)cnc4c(C(F)(F)F)cccc34)c2)cc1 5.492969986 5.297180166 5.728785778 5.469615046 5.474973403 5.314415127 5.555000181 5.347965492 5.222294981 5.537991192 5.465875395 5.446096977
IFSDAJWBUCMOAH-HNNXBMFYSA-N Idelalisib CCC(Nc1ncnc2nc[nH]c12)c1nc2cccc(F)c2c(=O)n1-c1ccccc1 5.652090348 5.388463995 5.248941045 5.457598828 5.505970909 5.274666791 5.420251187 5.328706701 5.709247657 5.418219443 5.502859295 5.446092382
ZAKKEARLDPTRLX-UHFFFAOYSA-N L-648051 CCCc1c(OCCCS(=O)(=O)c2ccc(C(=O)CCC(=O)O)cc2)ccc(C(C)=O)c1O 5.500654628 5.504290015 5.326086896 5.371963307 5.534267534 5.596089138 5.344275674 5.358422594 5.344199241 5.421240135 5.599582816 5.445551998
JMOVFFLYGIQXMM-UHFFFAOYSA-N TILBROQUINOL Cc1cc(Br)c(O)c2ncccc12 5.549646373 5.347734802 5.549893887 5.409980698 5.387928276 5.368058888 5.491609319 5.584388831 5.455901677 5.41139413 5.33445161 5.444635317
FJLGEFLZQAZZCD-MCBHFWOFSA-N Fluvastatin CC(C)n1c(C=CC(O)CC(O)CC(=O)O)c(-c2ccc(F)cc2)c2ccccc21 5.429533593 5.490342037 5.300972074 5.507609889 5.44374722 5.439559683 5.530428408 5.326811344 5.517465814 5.439726657 5.459538549 5.444157751
DBRXOUCRJQVYJQ-CKNDUULBSA-N WITHAFERIN A CC1=C(CO)C(=O)OC(C(C)C2CCC3C4CC5OC56C(O)C=CC(=O)C6(C)C4CCC23C)C1 5.619991854 5.317265758 5.401915287 5.375219928 5.604131168 5.327447767 5.609894378 5.447793329 5.451518579 5.3761102 5.352031143 5.443938126
OZSXWXGDJLBJQO-UHFFFAOYSA-N CP-66948 CCCCCN=C(N)Nc1nc(-c2cnc(C)[nH]2)cs1 5.417229654 5.658161942 5.323085197 5.464923525 5.30863717 5.407073583 5.382824445 5.424188496 5.555590459 5.44993428 5.486466843 5.443465054
OVEVHVURWWTPFC-UHFFFAOYSA-N CARNIDAZOLE COC(=S)NCCn1c([N+](=O)[O-])cnc1C 5.431276268 5.214830594 5.544791723 5.481456141 5.417383721 5.38406319 5.637218454 5.511875397 5.202289606 5.532070259 5.515793909 5.443004478
OUSFTKFNBAZUKL-UHFFFAOYSA-N SNS-032 CC(C)(C)c1cnc(CSc2cnc(NC(=O)C3CCNCC3)s2)o1 5.303837879 5.335242684 5.551423063 5.291720573 5.518098113 5.630178251 5.424088688 5.407351381 5.565451799 5.376165635 5.46287858 5.442403331
PQLXHQMOHUQAKB-UHFFFAOYSA-N Miltefosine CCCCCCCCCCCCCCCCOP(=O)([O-])OCC[N+](C)(C)C 5.540835695 5.305889308 5.589669426 5.446773983 5.604632987 5.349989839 5.20775988 5.369204488 5.412528359 5.411524981 5.621959926 5.441888079
JSPUCPNQXKTYRO-LWILDLIXSA-N Avarol CC1=CCCC2C1(C)CCC(C)C2(C)Cc1cc(O)ccc1O 5.379846861 5.403956562 5.400066656 5.261139308 5.70238492 5.337345158 5.471935631 5.227141933 5.705468616 5.373866596 5.584456875 5.440691738
LLVLMYRWABCVEU-UHFFFAOYSA-N MF 5137 Cc1c(N2CCc3ccccc3C2)c(N)cc2c(=O)c(C(=O)O)cn(C3CC3)c12 5.487222087 5.575081755 5.292617751 5.566498963 5.403502547 5.428448398 5.431167223 5.30362086 5.368643599 5.45252636 5.538193924 5.440683951
OGJPXUAPXNRGGI-UHFFFAOYSA-N Norfloxacin CCn1cc(C(=O)O)c(=O)c2cc(F)c(N3CCNCC3)cc21 5.719001763 5.385959413 5.298956797 5.407674516 5.327741012 5.540395464 5.434819885 5.416419683 5.316485649 5.546497546 5.451936123 5.440535259
DRXHAKVGNKHFMB-UHFFFAOYSA-N Atofluding CC(=O)n1cc(F)c(=O)n(C(=O)c2ccccc2C)c1=O 5.618927694 5.358829306 5.426493774 5.572571623 5.346084003 5.491089192 5.440536079 5.545613504 5.226081703 5.464724379 5.352789814 5.440340097
VRQVVMDWGGWHTJ-CQSZACIVSA-N Methotrimeprazine COc1ccc2c(c1)N(CC(C)CN(C)C)c1ccccc1S2 5.574700044 5.790650695 5.425648396 5.335323428 5.405728404 5.479745568 5.418113315 5.38410279 5.370138446 5.413439839 5.241079627 5.439879141
CUQJLYFFQBHUGW-UHFFFAOYSA-O D-20133 CCCCCCCCCCCCCCCCCCOP(=O)(O)OCC[N+]1(C)CCCCC1 5.31190614 5.447867968 5.471536096 5.484478245 5.396529051 5.549042006 5.282988874 5.49994421 5.350177809 5.451172504 5.58514804 5.439162813
ACTRVOBWPAIOHC-XIXRPRMCSA-N Succimer O=C(O)C(S)C(S)C(=O)O 5.429688986 5.346450503 5.426738552 5.422415742 5.434258282 5.508086952 5.642900913 5.263724547 5.499421458 5.408709602 5.440208309 5.438418532
TXGZJQLMVSIZEI-UQMAOPSPSA-N CDDO CC1(C)CCC2(C(=O)O)CCC3(C)C(C(=O)C=C4C5(C)C=C(C#N)C(=O)C(C)(C)C5CCC43C)C2C1 5.49884079 5.540866777 5.478444178 5.28129003 5.449817425 5.277656619 5.54156924 5.428774153 5.429706294 5.485229172 5.408888902 5.438280326
MAYQIFVKVAUMPD-UHFFFAOYSA-N PF-5212377 Cc1nc2c(N3CCNCC3)cccc2n1S(=O)(=O)c1ccccc1 5.500266924 5.292061939 5.311840263 5.325784231 5.742344099 5.628781199 5.329167471 5.263925128 5.468361789 5.32026634 5.630583686 5.437580279
NOECSYBNZHIVHW-LKADTRSGSA-N alpha-Anordrin C#CC1(OC(=O)CC)CC2CCC3C(CCC4(C)C3CCC4(C#C)OC(=O)CC)C2(C)C1 5.660888039 5.419424808 5.239179143 5.645491312 5.49508509 5.417879554 5.412438996 5.332216968 5.33598889 5.460881251 5.386474349 5.4369044
SIFNOOUKXBRGGB-AREMUKBSSA-N Elacestrant CCNCCc1ccc(CN(CC)c2cc(OC)ccc2C2CCc3cc(O)ccc3C2)cc1 5.596779572 5.339998818 5.418303303 5.28631086 5.264000136 5.600434098 5.436236317 5.425534894 5.45250006 5.427670871 5.552342861 5.436373799
OVCDSSHSILBFBN-UHFFFAOYSA-N Amodiaquine CCN(CC)Cc1cc(Nc2ccnc3cc(Cl)ccc23)ccc1O 5.456165429 5.607294671 5.621466088 5.326146147 5.55397282 5.45881669 5.389811881 5.27278606 5.509039007 5.393483043 5.207461991 5.436040348
BYRVKDUQDLJUBX-JJCDCTGGSA-N ADOZELESIN Cc1c[nH]c2c1C13CC1CN(C(=O)c1cc4cc(NC(=O)c5cc6ccccc6o5)ccc4[nH]1)C3=CC2=O 5.414837262 5.255192273 5.491052061 5.444026772 5.480099632 5.353019005 5.262267982 5.469777773 5.790861962 5.403265476 5.431986918 5.436035192
SPFYMRJSYKOXGV-UHFFFAOYSA-N Enrofloxacin CCN1CCN(c2cc3c(cc2F)c(=O)c(C(=O)O)cn3C2CC2)CC1 5.437045593 5.248840758 5.212487687 5.454565829 5.67554843 5.53248244 5.31246776 5.545146211 5.436029573 5.320332926 5.616949844 5.435627005
BUXNKFNNJJTLOS-UHFFFAOYSA-N EF-4040 CCCCOC(=O)CS(=O)c1nc2cccnc2s1 5.327294825 5.508883317 5.359925522 5.602588927 5.352532804 5.323716872 5.294348571 5.363690419 5.436904726 5.535627056 5.667033683 5.433867884
WNGFKUOERJDDIY-OQLLNIDSSA-N ALICONAZOLE Clc1ccc(C(=Cc2ccc(Cl)cc2Cl)Cn2ccnc2)cc1 5.368882289 5.391721621 5.454811556 5.346134249 5.467346814 5.359713753 5.424828651 5.462194572 5.568720293 5.34765192 5.575985552 5.433453752
IPWKIXLWTCNBKN-ZCFIWIBFSA-N (S)-Ornidazole Cc1ncc([N+](=O)[O-])n1CC(O)CCl 5.456332512 5.507461156 5.2640529 5.339984882 5.581866525 5.34915256 5.455974423 5.538507093 5.596748681 5.220317106 5.456961284 5.433396284
IPWKIXLWTCNBKN-UHFFFAOYSA-N Ornidazole Cc1ncc([N+](=O)[O-])n1CC(O)CCl 5.360011072 5.444244633 5.464036077 5.2765814 5.41865145 5.175957598 5.458084772 5.679836229 5.391387453 5.499696848 5.588392619 5.43244365
OFCNXPDARWKPPY-UHFFFAOYSA-N Allopurinol O=c1[nH]cnc2[nH]ncc12 5.543047175 5.499030935 5.480011446 5.288690916 5.519014348 5.432331692 5.455808881 5.241780153 5.443099341 5.682467398 5.159381341 5.431333057
UNRCMCRRFYFGFX-TYPNBTCFSA-N NPI-2358 CC(C)(C)c1[nH]cnc1C=c1[nH]c(=O)c(=Cc2ccccc2)[nH]c1=O 5.351590515 5.238261945 5.39088606 5.351847428 5.462048612 5.433922098 5.604724309 5.472297652 5.43724525 5.41247515 5.588880463 5.431289044
AILRADAXUVEEIR-UHFFFAOYSA-N Brigatinib COc1cc(N2CCC(N3CCN(C)CC3)CC2)ccc1Nc1ncc(Cl)c(Nc2ccccc2P(C)(C)=O)n1 5.459302479 5.584240899 5.319271969 5.577677081 5.457711902 5.262137661 5.579570613 5.376329521 5.352293796 5.372238287 5.39457274 5.430486086
GFBKORZTTCHDGY-UWVJOHFNSA-N Tiotixene CN1CCN(CCC=C2c3ccccc3Sc3ccc(S(=O)(=O)N(C)C)cc32)CC1 5.591245225 5.49762084 5.424291828 5.428302842 5.424228729 5.29094178 5.432575684 5.253715852 5.539029263 5.485685532 5.363729744 5.430124302
BLMPQMFVWMYDKT-NZTKNTHTSA-N carfilzomib CC(C)CC(NC(=O)C(CCc1ccccc1)NC(=O)CN1CCOCC1)C(=O)NC(Cc1ccccc1)C(=O)NC(CC(C)C)C(=O)C1(C)CO1 5.505409993 5.371021678 5.600432202 5.302946186 5.612022065 5.488412962 5.283394197 5.348712915 5.41218168 5.525433414 5.2785798 5.429867917
QDITZBLZQQZVEE-YBEGLDIGSA-N GSK-1059615 O=C1NC(=O)C(=Cc2ccc3nccc(-c4ccncc4)c3c2)S1 5.537109225 5.275214841 5.440067427 5.3737223 5.52874016 5.5132732 5.35267866 5.521641965 5.490458395 5.403434837 5.289359304 5.429609119
QYBGBLQCOOISAR-UHFFFAOYSA-N SB-2343 Cc1nc2c(-c3cnc(N)nc3)nc(N3CCOCC3)nc2n1C(C)C 5.388681091 5.471953639 5.455856301 5.456082979 5.566902369 5.363411099 5.543346135 5.458027445 5.358993338 5.335797944 5.31869996 5.428886573
NOIIUHRQUVNIDD-UHFFFAOYSA-N NIALAMIDE O=C(CCNNC(=O)c1ccncc1)NCc1ccccc1 5.270342036 5.27741357 5.193993232 5.435613962 5.640276076 5.539943736 5.540305855 5.461495645 5.491050597 5.329870465 5.520558235 5.427351219
WYXSYVWAUAUWLD-SHUUEZRQSA-N AZAURIDINE O=c1cnn(C2OC(CO)C(O)C2O)c(=O)[nH]1 5.389637745 5.412028907 5.313558622 5.334001217 5.358234242 5.60145616 5.569828768 5.438844847 5.657650631 5.337582012 5.282481687 5.426845894
ALQXIMVNPRVWQA-CFVMTHIKSA-N SP-1640 CN1OC2CCCC(=O)C2C1Cc1ccccc1 5.506647884 5.39763177 5.514675196 5.611353842 5.332512242 5.253426175 5.29334597 5.329455994 5.411969356 5.645139369 5.39735969 5.426683408
UQRORFVVSGFNRO-UTINFBMNSA-N Miglustat CCCCN1CC(O)C(O)C(O)C1CO 5.541293772 5.40061265 5.344735037 5.186779657 5.707063582 5.709712536 5.202819306 5.365456533 5.668220053 5.320399656 5.240800664 5.426172131
PBHFNBQPZCRWQP-AZUAARDMSA-N (+)-Phenserine CN1CCC2(C)c3cc(OC(=O)Nc4ccccc4)ccc3N(C)C12 5.399581191 5.239812964 5.385205047 5.681776421 5.297986445 5.516032971 5.283047672 5.599053804 5.311130605 5.399606884 5.565719527 5.425359412
BZGHPHUNZKSCKZ-UHFFFAOYSA-N CGP-84738 FC(F)(F)c1cc(Br)cc(Nc2nnc(Cc3ccncc3)c3ccccc23)c1 5.360390955 5.435434844 5.652722067 5.346536786 5.353818396 5.358753329 5.385950758 5.302767001 5.707191528 5.450189066 5.324612686 5.425306129
ZPBLNADJHWHOEP-UHFFFAOYSA-N Denotivir Cc1nsc(NC(=O)c2ccccc2)c1C(=O)Nc1ccc(Cl)cc1 5.498917409 5.382467181 5.556954338 5.20301674 5.329199946 5.284127284 5.424897096 5.311808215 5.405718477 5.731000405 5.537328529 5.424130511
ACCFLVVUVBJNGT-AWEZNQCLSA-N Samotolisib COC(C)Cn1c(=O)n(C)c2cnc3ccc(-c4cncc(C(C)(C)O)c4)cc3c21 5.541891293 5.424139593 5.430046084 5.428167737 5.318203684 5.426283284 5.440239332 5.365918124 5.535078851 5.377498034 5.375365206 5.423893747
WQXNXVUDBPYKBA-YFKPBYRVSA-N Ectoine CC1=NCCC(C(=O)O)N1 5.356473956 5.397632107 5.198676893 5.684842065 5.345887994 5.419031723 5.526294062 5.162216025 5.538010284 5.434578622 5.593857106 5.423409167
XASIMHXSUQUHLV-UHFFFAOYSA-N Camostat CN(C)C(=O)COC(=O)Cc1ccc(OC(=O)c2ccc(N=C(N)N)cc2)cc1 5.327394062 5.46765534 5.317983733 5.338589015 5.385997175 5.298078263 5.580820448 5.660432403 5.351965066 5.412856264 5.514441931 5.423292155
SFLSHLFXELFNJZ-QMMMGPOBSA-N Noradrenaline NCC(O)c1ccc(O)c(O)c1 5.402151971 5.585816397 5.259411879 5.473417504 5.423096635 5.291282497 5.398072377 5.545474867 5.556282711 5.453063883 5.264195318 5.422933276
IAJOMYABKVAZCN-AATRIKPKSA-N PFK-158 O=C(C=Cc1ccc2ccc(C(F)(F)F)cc2n1)c1ccncc1 5.454455613 5.687975883 5.359482275 5.194958198 5.54687793 5.282679831 5.464636212 5.428242456 5.361919761 5.269676147 5.590743175 5.421967953
QQOBRRFOVWGIMD-OJAKKHQRSA-N Azaribine CC(=O)OCC1OC(n2ncc(=O)[nH]c2=O)C(OC(C)=O)C1OC(C)=O 5.438152514 5.599818213 5.389522066 5.388846722 5.405460464 5.610611654 5.28775685 5.259459122 5.382305651 5.343099136 5.534045993 5.421734399
PULHLIOPJXPGJN-BWVDBABLSA-N DMDC C=C1C(O)C(CO)OC1n1ccc(N)nc1=O 5.394055047 5.283317019 5.425625844 5.473982428 5.316169564 5.568535816 5.486633542 5.317754424 5.610443241 5.361321771 5.393406887 5.421022326
LLCRBOWRJOUJAE-UHFFFAOYSA-N Balicatib CCCN1CCN(c2ccc(C(=O)NC3(C(=O)NCC#N)CCCCC3)cc2)CC1 5.464203095 5.408222548 5.525197307 5.359425772 5.331049304 5.548188665 5.362748649 5.327795421 5.506068383 5.453286192 5.33973437 5.420538155
GBVQWZXJDIIUCC-UHFFFAOYSA-N WR-158122 Nc1nc(N)c2cc(S(=O)(=O)c3ccc4ccccc4c3)ccc2n1 5.47217147 5.275290481 5.371352077 5.397886718 5.46668359 5.355172028 5.485551057 5.465712265 5.39975658 5.360637705 5.562096083 5.419300914
VLPADTBFADIFKG-UHFFFAOYSA-N PHANQUONE O=C1C(=O)c2ncccc2-c2cccnc21 5.40849055 5.558585928 5.618105446 5.386281442 5.278587443 5.368000784 5.33294713 5.341819477 5.424702364 5.38964938 5.498721847 5.418717435
FUXVKZWTXQUGMW-FQEVSTJZSA-N 9-Aminocamptothecin CCC1(O)C(=O)OCc2c1cc1n(c2=O)Cc2cc3c(N)cccc3nc2-1 5.399148815 5.21072643 5.409559671 5.492754746 5.533514663 5.571154644 5.258012959 5.542416389 5.293039019 5.280902624 5.610647686 5.418352513
WWCIFIOLOMCRET-UHFFFAOYSA-N METAZIDE O=C(NNCNNC(=O)c1ccncc1)c1ccncc1 5.420090716 5.556473903 5.363262994 5.305229729 5.279892738 5.249084694 5.379895572 5.478232485 5.549698107 5.407386336 5.611791791 5.418276279
QZPQTZZNNJUOLS-UHFFFAOYSA-N beta-Lapachone CC1(C)CCC2=C(O1)c1ccccc1C(=O)C2=O 5.263731252 5.706900083 5.567826836 5.265181845 5.435325242 5.271647373 5.266487396 5.438623872 5.200519838 5.660839128 5.523707852 5.418253701
XPRDUGXOWVXZLL-UHFFFAOYSA-N Vidofludimus COc1cccc(-c2ccc(NC(=O)C3=C(C(=O)O)CCC3)c(F)c2)c1 5.356014965 5.362375587 5.474834576 5.244372822 5.322099031 5.622801146 5.437680123 5.5561739 5.274444598 5.520646504 5.424363204 5.417800587
XUHMGFKQBWZWPO-UHFFFAOYSA-N Tazomeline CCCCCCSc1nsnc1C1=CCCN(C)C1 5.383442406 5.293011005 5.453389322 5.386907187 5.330667206 5.465915468 5.450517358 5.561807687 5.34141201 5.546253851 5.381760654 5.417734923
MDLAAYDRRZXJIF-UHFFFAOYSA-N Penfluridol OC1(c2ccc(Cl)c(C(F)(F)F)c2)CCN(CCCC(c2ccc(F)cc2)c2ccc(F)cc2)CC1 5.085742079 5.52298463 5.365983261 5.652362746 5.440600992 5.352368724 5.48389394 5.467383368 5.355396976 5.365899803 5.498336405 5.417359357
IYIKLHRQXLHMJQ-UHFFFAOYSA-N Amiodarone CCCCc1oc2ccccc2c1C(=O)c1cc(I)c(OCCN(CC)CC)c(I)c1 5.547937584 5.409564662 5.574124313 5.540787642 5.249663089 5.470747968 5.527154264 5.41274259 5.317154173 5.217479666 5.322482605 5.41725805
FUWFSXZKBMCSKF-ZASNTINBSA-N NICOFURANOSE O=C(OCC1OC(O)(COC(=O)c2cccnc2)C(OC(=O)c2cccnc2)C1OC(=O)c1cccnc1)c1cccnc1 5.550327618 5.541064814 5.308386412 5.302824947 5.634869929 5.370715437 5.350602685 5.276424961 5.481556254 5.391412995 5.381165033 5.417213735
IJMBOKOTALXLKS-UHFFFAOYSA-N molidustat O=c1c(-n2ccnn2)c[nH]n1-c1cc(N2CCOCC2)ncn1 5.488613938 5.188109584 5.61431421 5.671204034 5.139414332 5.497602587 5.285682539 5.48904994 5.346226642 5.364857102 5.478919257 5.41490856
WVXRAFOPTSTNLL-NKWVEPMBSA-N Dideoxyadenosine Nc1ncnc2c1ncn2C1CCC(CO)O1 5.357358539 5.394882262 5.659827349 5.303534715 5.320535167 5.433335237 5.420557616 5.415115072 5.306828271 5.43913061 5.505046902 5.414195613
ZFUDULLGKXSPPH-UHFFFAOYSA-N SKQ-1 CC1=C(C)C(=O)C(CCCCCCCCCC[P+](c2ccccc2)(c2ccccc2)c2ccccc2)=CC1=O 5.363801393 5.376822792 5.434074666 5.55491294 5.266982461 5.268338199 5.377492462 5.263344528 5.583923545 5.669577185 5.394956252 5.414020584
FASDKYOPVNHBLU-ZETCQYMHSA-N pramipexole CCCNC1CCc2nc(N)sc2C1 5.466257654 5.558096599 5.206018854 5.329672982 5.57922115 5.343940689 5.471557128 5.19867401 5.322214728 5.490556736 5.569125962 5.412303317
QRXWMOHMRWLFEY-UHFFFAOYSA-N Isoniazid NNC(=O)c1ccncc1 5.16861892 5.403452027 5.368137645 5.299646533 5.274767166 5.428913614 5.473956191 5.491909034 5.596130314 5.545959441 5.481456852 5.412086158
HIBWHHQXUSKNOV-UHFFFAOYSA-N SB-737050-A COc1cc2c(cc1S(=O)(=O)c1ccc(OCc3ccc(Cl)cc3)cc1)CCN(C)CC2 5.51103336 5.381598116 5.38628831 5.430803741 5.358835109 5.520986926 5.522339107 5.438427351 5.333215714 5.385565513 5.263169561 5.412023892
JQBKWZPHJOEQAO-DVPVEWDBSA-N faropenem medoxomil Cc1oc(=O)oc1COC(=O)C1=C(C2CCCO2)SC2C(C(C)O)C(=O)N12 5.737577359 5.608201467 5.484541268 5.132213465 5.546467963 5.274927109 5.358112592 5.341492271 5.192723542 5.615152797 5.238362311 5.411797468
BIIVYFLTOXDAOV-YVEFUNNKSA-N alvocidib CN1CCC(c2c(O)cc(O)c3c(=O)cc(-c4ccccc4Cl)oc23)C(O)C1 5.387805445 5.324097872 5.632477137 5.539183798 5.447293582 5.534629635 5.357518087 5.481321523 5.141074895 5.306258194 5.367329764 5.410817266
VMDUABMKBUKKPG-UHFFFAOYSA-N ZK-93426 CCOC(=O)c1ncc2[nH]c3cccc(OC(C)C)c3c2c1C 5.368265787 5.338222176 5.32967108 5.415376922 5.352578064 5.406370429 5.654937411 5.532253117 5.284210899 5.461136292 5.375800835 5.410802092
VHXNKPBCCMUMSW-FQEVSTJZSA-N Rubitecan CCC1(O)C(=O)OCc2c1cc1n(c2=O)Cc2cc3c([N+](=O)[O-])cccc3nc2-1 5.445319979 5.520462806 5.320240858 5.406369206 5.271801533 5.435747715 5.18175739 5.532174794 5.529725794 5.491747845 5.381148012 5.410590539
GKIRPKYJQBWNGO-OCEACIFDSA-N Clomifene CCN(CC)CCOc1ccc(C(=C(Cl)c2ccccc2)c2ccccc2)cc1 5.433316526 5.417441238 5.417958278 5.408440672 5.485406906 5.282943929 5.52432048 5.537538137 5.31456765 5.269051531 5.417090426 5.40982507
LRMJAFKKJLRDLE-UHFFFAOYSA-N Dotarizine c1ccc(C(c2ccccc2)N2CCN(CCCC3(c4ccccc4)OCCO3)CC2)cc1 5.188353519 5.676478111 5.227623574 5.608252544 5.102453226 5.515429482 5.417227313 5.121308601 5.519925254 5.729837723 5.392289907 5.409016296
BWBONKHPVHMQHE-UHFFFAOYSA-N TIOCARLIDE CC(C)CCOc1ccc(NC(=S)Nc2ccc(OCCC(C)C)cc2)cc1 5.376595653 5.470546872 5.375639473 5.201730493 5.594400323 5.47972924 5.275604108 5.483777334 5.218624214 5.435655522 5.584090292 5.408763048
GKIRPKYJQBWNGO-QPLCGJKRSA-N Zuclomiphene CCN(CC)CCOc1ccc(C(=C(Cl)c2ccccc2)c2ccccc2)cc1 5.398314399 5.514758636 5.330674518 5.360668696 5.433632707 5.493577215 5.563381456 5.344261658 5.375206566 5.447807795 5.231069925 5.408486688
ULRQBGMGOSWEGZ-UHFFFAOYSA-N ZD-9379 COc1ccc(N2NC(=O)C3Nc4cc(Cl)ccc4C(=O)C3C2=O)c(C)c1 5.432214353 5.514617119 5.387399307 5.56628607 5.406381709 5.279497695 5.356000311 5.192586466 5.481569714 5.488246438 5.364324488 5.40628397
ATLJNLYIJOCWJE-CWMZOUAVSA-N Bufogenin CC12CCC(O)CC1CCC1C2CCC2(C)C(c3ccc(=O)oc3)CC3OC312 5.251664566 5.411385666 5.51175049 5.225662942 5.479863287 5.409489334 5.295711973 5.581496691 5.300609879 5.409542189 5.582445059 5.405420189
MYNQXTDIPMCJCR-HUYCHCPVSA-N Flutafuranol (18F) CNc1ccc(-c2cc3cc(O)ccc3o2)c(F)n1 5.420150214 5.509572466 5.289263537 5.289333404 5.481538484 5.455254776 5.349278276 5.293672133 5.491488367 5.553696441 5.32093953 5.404926148
RPTUSVTUFVMDQK-UHFFFAOYSA-N Hydralazine NNc1nncc2ccccc12 5.548417847 5.297725261 5.445060087 5.35487508 5.427281556 5.59481237 5.159309333 5.519211897 5.362503075 5.38532787 5.358821271 5.404849604
DDNCQMVWWZOMLN-IRLDBZIGSA-N Vinpocetine CCOC(=O)C1=CC2(CC)CCCN3CCc4c(n1c1ccccc41)C32 5.538313422 5.266779629 5.591801866 5.430080825 5.411828993 5.502328281 5.469814009 5.294923759 5.399807277 5.33602199 5.210932188 5.404784749
ALANRBCCCQEPFZ-UHFFFAOYSA-N AXT-914 C#CCOc1ccc2c(c1)c(-c1ccc(C(C)C)cc1)nc(=O)n2Cc1ccc2nc(Br)cnc2c1 5.377112093 5.384597993 5.261142078 5.292458883 5.406058301 5.446544188 5.463028464 5.402049202 5.624727935 5.366581407 5.424837676 5.404467111
LTLYEAJONXGNFG-DCAQKATOSA-N E-64 CC(C)CC(NC(=O)C1OC1C(=O)O)C(=O)NCCCCN=C(N)N 5.444084676 5.502901623 5.604036425 5.310786976 5.385166941 5.260921293 5.525967211 5.250241865 5.503489132 5.254619542 5.403673578 5.404171751
FHFYDNQZQSQIAI-UHFFFAOYSA-N Pefloxacin CCn1cc(C(=O)O)c(=O)c2cc(F)c(N3CCN(C)CC3)cc21 5.55026483 5.654254983 5.37927214 5.254917739 5.211950846 5.580392269 5.232019134 5.459135663 5.399166639 5.358021234 5.359550941 5.403540583
BURHGPHDEVGCEZ-KJGLQBJMSA-N Brilanestrant CCC(=C(c1ccc(C=CC(=O)O)cc1)c1ccc2[nH]ncc2c1)c1ccc(F)cc1Cl 5.682928578 5.334247877 5.531239222 5.34542759 5.346972652 5.510469484 5.295710103 5.477916358 5.319935748 5.238291158 5.351343999 5.403134797
NJSMWLQOCQIOPE-OCHFTUDZSA-N BISANTRENE C(=NNC1=NCCN1)c1c2ccccc2c(C=NNC2=NCCN2)c2ccccc12 5.416701531 5.451321704 5.108670271 5.453110638 5.450574458 5.617865617 5.514112665 5.322282893 5.364991179 5.340655978 5.391778137 5.402915006
INVTYAOGFAGBOE-UHFFFAOYSA-N Entinostat Nc1ccccc1NC(=O)c1ccc(CNC(=O)OCc2cccnc2)cc1 5.363858098 5.663130297 5.355762971 5.371041147 5.311597351 5.3872919 5.368979153 5.389419306 5.34549633 5.493355979 5.372428736 5.402032843
ZJVFLBOZORBYFE-UHFFFAOYSA-N Ibudilast CC(C)C(=O)c1c(C(C)C)nn2ccccc12 5.324409555 5.521799645 5.321828482 5.510569967 5.436199596 5.317796533 5.486403287 5.466329654 5.306355075 5.339964059 5.390315258 5.401997374
YKJYKKNCCRKFSL-RDBSUJKOSA-N Anisomycin COc1ccc(CC2NCC(O)C2OC(C)=O)cc1 5.440396704 5.305690515 5.163859587 5.270340743 5.313127974 5.406035307 5.540077161 5.673811521 5.497781049 5.226737089 5.576472981 5.401302785
KBGAYAKRZNYFFG-BOHATCBPSA-N Aceneuramic acid CC(=O)NC(C(O)CC(=O)C(=O)O)C(O)C(O)C(O)CO 5.328798474 5.400338606 5.386382631 5.356820827 5.667368565 5.337984067 5.420427405 5.602889054 5.307185976 5.195122638 5.403321086 5.400603575
YYLKOELWSMRYHV-VXLYETTFSA-N 348U87 CC(=NNC(=S)NNC(=S)Nc1ccccc1Cl)c1ccccn1 5.344301119 5.605048845 5.27508706 5.38118282 5.27961898 5.261339148 5.473469851 5.554759907 5.527510629 5.368836524 5.324842193 5.399636098
GYLDXIAOMVERTK-UHFFFAOYSA-N Sapanisertib CC(C)n1nc(-c2ccc3oc(N)nc3c2)c2c(N)ncnc21 5.383598499 5.398224243 5.301705913 5.3190216 5.437146186 5.321351305 5.433120004 5.88053021 5.353525997 5.218069334 5.345065879 5.39921447
ANEBWFXPVPTEET-UHFFFAOYSA-N Manidipine COC(=O)C1=C(C)NC(C)=C(C(=O)OCCN2CCN(C(c3ccccc3)c3ccccc3)CC2)C1c1cccc([N+](=O)[O-])c1 5.433255005 5.513817668 5.407849773 5.216430524 5.541347299 5.212011395 5.462883396 5.479375123 5.310783787 5.430010701 5.354705493 5.396588197
VCCBCXVFGHTDQN-UODBTFMRSA-N Crobenetine CC(CN1CCC2(C)c3cccc(O)c3CC1C2(C)C)OCc1ccccc1 5.334037217 5.366815406 5.360494414 5.42322024 5.614693061 5.439187027 5.392887112 5.309456401 5.383494113 5.439827489 5.293635263 5.396158886
YNNUSGIPVFPVBX-NHCUHLMSSA-N Clemastine CN1CCCC1CCOC(C)(c1ccccc1)c1ccc(Cl)cc1 5.262415362 5.639612736 5.400339042 5.131439168 5.39178296 5.324847975 5.484444863 5.472235755 5.197708448 5.447012875 5.60169744 5.395776057
AKUJBENLRBOFTD-QZIXMDIESA-N BETAMETHASONE ACETATE CC(=O)OCC(=O)C1(O)C(C)CC2C3CCC4=CC(=O)C=CC4(C)C3(F)C(O)CC21C 5.296126297 5.489902773 5.448079178 5.294079662 5.64869712 5.361372219 5.568245669 5.319682405 5.143368991 5.372987123 5.407980792 5.395502021
PSXOKXJMVRSARX-SCSAIBSYSA-N Begacestat O=S(=O)(NC(CO)C(C(F)(F)F)C(F)(F)F)c1ccc(Cl)s1 5.308767346 5.428127577 5.52310065 5.281698823 5.24355465 5.445981113 5.641034618 5.417858931 5.466420936 5.351870204 5.236848769 5.395023965
GKIRPKYJQBWNGO-UHFFFAOYSA-N Clomiphene CCN(CC)CCOc1ccc(C(=C(Cl)c2ccccc2)c2ccccc2)cc1 5.263873221 5.551654017 5.367706888 5.464386217 5.426054845 5.472329727 5.26685286 5.351977689 5.529813917 5.228690942 5.41987641 5.394837885
DXVUYOAEDJXBPY-NFFDBFGFSA-N HETACILLIN CC1(C)SC2C(N3C(=O)C(c4ccccc4)NC3(C)C)C(=O)N2C1C(=O)O 5.311668533 5.343146904 5.295516902 5.458205641 5.343766208 5.114960205 5.470465067 5.420636533 5.617853614 5.428642043 5.512569786 5.392493767
OJZYRQPMEIEQFC-UAWLTFRCSA-N LIMAPROST CCCCC(C)CC(O)C=CC1C(O)CC(=O)C1CCCCC=CC(=O)O 5.414084248 5.414857382 5.252801968 5.724683507 5.508682988 5.349830194 5.498371227 5.315891556 5.060728102 5.458670254 5.314885613 5.392135185
AECDBHGVIIRMOI-UHFFFAOYSA-N AEW541 Nc1ncnc2c1c(-c1cccc(OCc3ccccc3)c1)cn2C1CC(CN2CCC2)C1 5.326592896 5.324498921 5.603398627 5.545847491 5.187314382 5.166554309 5.66855328 5.50021143 5.449271547 5.173513086 5.361047597 5.391527597
ONKUMRGIYFNPJW-KIEAKMPYSA-N ETHYNODIOL DIACETATE C#CC1(OC(C)=O)CCC2C3CCC4=CC(OC(C)=O)CCC4C3CCC21C 5.267141067 5.113357875 5.386029924 5.47323083 5.493598924 5.394063159 5.56721065 5.229955002 5.488682298 5.489312156 5.398053219 5.390966827
IUJQOUHDFKALCY-UHFFFAOYSA-N Lofendazam O=C1CCNc2ccc(Cl)cc2N1c1ccccc1 5.593274742 5.32704016 5.33476598 5.418876586 5.254180805 5.488917558 5.556713257 5.434038047 5.386223239 5.305093251 5.198866544 5.390726379
PTOAARAWEBMLNO-KVQBGUIXSA-N CLADRIBINE Nc1nc(Cl)nc2c1ncn2C1CC(O)C(CO)O1 5.472907175 5.370039719 5.350676378 5.299300886 5.421598584 5.242723188 5.537094621 5.595679996 5.304656261 5.315674405 5.383363606 5.390337711
FDMQDKQUTRLUBU-UHFFFAOYSA-N Olmutinib C=CC(=O)Nc1cccc(Oc2nc(Nc3ccc(N4CCN(C)CC4)cc3)nc3ccsc23)c1 5.337790165 5.394493743 5.478489028 5.47225404 5.350498769 5.49383168 5.272569447 5.374277322 5.383883714 5.347737096 5.380038078 5.389623916
GUOQUXNJZHGPQF-UHFFFAOYSA-N CL-218872 Cc1nnc2ccc(-c3cccc(C(F)(F)F)c3)nn12 5.445798808 5.41184717 5.341610346 5.360118846 5.303140594 5.629263727 5.49524336 5.262995299 5.287343726 5.515477852 5.204704354 5.387049462
OWEGWHBOCFMBLP-UHFFFAOYSA-N Climbazole CC(C)(C)C(=O)C(Oc1ccc(Cl)cc1)n1ccnc1 5.206458816 5.484248521 5.256985204 5.348466865 5.385664821 5.584468756 5.237623615 5.459969159 5.456030614 5.490224014 5.343731757 5.386715649
GAWOVNGQYQVFLI-UHFFFAOYSA-N ETHOXAZENE CCOc1ccc(N=Nc2ccc(N)cc2N)cc1 5.292504577 5.322783454 5.406026835 5.324508086 5.443582387 5.341391563 5.334967786 5.496215129 5.338963203 5.524293446 5.427401551 5.386603456
MKUXAQIIEYXACX-UHFFFAOYSA-N Aciclovir Nc1nc2c(ncn2COCCO)c(=O)[nH]1 5.405251775 5.402808623 5.418486729 5.487405104 5.287340615 5.301434126 5.238483068 5.248212212 5.366413841 5.581963431 5.503983328 5.385616623
MHJBZVSGOZTKRH-IZHYLOQSSA-N Endoxifen CCC(=C(c1ccc(O)cc1)c1ccc(OCCNC)cc1)c1ccccc1 5.26589637 5.537211588 5.525095085 5.346964079 5.288729939 5.286057949 5.288308287 5.422797401 5.458565944 5.350348915 5.47010161 5.385461561
JXAGDPXECXQWBC-LJQANCHMSA-N Tanomastat O=C(CC(CSc1ccccc1)C(=O)O)c1ccc(-c2ccc(Cl)cc2)cc1 5.3742977 5.365644019 5.296549544 5.375063981 5.594807543 5.376492751 5.356527991 5.2669143 5.340656277 5.408841221 5.484179554 5.385452262
GYNNRVJJLAVVTQ-UHFFFAOYSA-N Cloricromene CCOC(=O)COc1ccc2c(C)c(CCN(CC)CC)c(=O)oc2c1Cl 5.476952965 5.504014913 5.454601811 5.173769843 5.263895049 5.398969125 5.328361069 5.267783864 5.323702101 5.352104556 5.694893061 5.385368033
HKDLNTKNLJPAIY-WKWWZUSTSA-N Ulipristal CC(=O)C1(O)CCC2C3CCC4=CC(=O)CCC4=C3C(c3ccc(N(C)C)cc3)CC21C 5.134999941 5.42652248 5.476900917 5.697497487 5.472041935 5.225923876 5.537232582 5.323107707 5.331565213 5.223942644 5.387719366 5.385223104
RZLHGQLYNZQZQQ-UHFFFAOYSA-N Irloxacin CCn1cc(C(=O)O)c(=O)c2cc(F)c(-n3cccc3)cc21 5.347513624 5.42423043 5.248377792 5.427550889 5.623542524 5.624339204 5.258386509 5.205236286 5.554103875 5.185901282 5.336688978 5.385079218
HTQMVQVXFRQIKW-UHFFFAOYSA-N Candesartan CCOc1nc2cccc(C(=O)O)c2n1Cc1ccc(-c2ccccc2-c2nn[nH]n2)cc1 5.642642636 5.200934166 5.304188005 5.530837677 5.507645197 5.295309864 5.200858381 5.3505359 5.517925629 5.462978379 5.219133782 5.384817238
JIVPVXMEBJLZRO-UHFFFAOYSA-N Chlortalidone NS(=O)(=O)c1cc(C2(O)NC(=O)c3ccccc32)ccc1Cl 5.507553236 5.261483076 5.563520638 5.343851263 5.27029387 5.521954688 5.362517744 5.275045495 5.322069895 5.536881747 5.255922826 5.383735862
SYWHXTATXSMDSB-GSLJADNHSA-N FLUDROCORTISONE ACETATE CC(=O)OCC(=O)C1(O)CCC2C3CCC4=CC(=O)CCC4(C)C3(F)C(O)CC21C 5.414457635 5.387139926 5.374022797 5.240311251 5.577819111 5.300148399 5.238391474 5.570154337 5.502157466 5.257531057 5.357613363 5.383613347
GQZQCROBCYNTMU-UHFFFAOYSA-N ISONIAZID METHANESULFONATE O=C(NNCS(=O)(=O)O)c1ccncc1 5.358113092 5.060710198 5.662981498 5.346628859 5.273144329 5.417596779 5.467918731 5.522965386 5.425212858 5.287636165 5.389339337 5.382931567
ISHXLNHNDMZNMC-VTKCIJPMSA-N Norelgestromin C#CC1(O)CCC2C3CCC4=CC(=NO)CCC4C3CCC21CC 5.401474336 5.224440958 5.466970933 5.441962383 5.430865696 5.564472626 5.529775893 5.236320513 5.28653718 5.342905876 5.286104609 5.382893728
BBIPVJCGIASXJB-PKTZIBPZSA-N ITI-214 CN1C(=O)c2c(nn(Cc3ccc(-c4cccc(F)n4)cc3)c2Nc2ccccc2)N2C1=NC1CCCC12 5.371824334 5.444373074 5.413693151 5.194210715 5.455955901 5.296410376 5.547706281 5.332313292 5.537802137 5.341991734 5.275477216 5.38288711
BJDCWCLMFKKGEE-ISOSDAIHSA-N DIHYDROARTEMISININ CC1CCC2C(C)C(O)OC3OC4(C)CCC1C32OO4 5.507275676 5.145617333 5.243821254 5.400806523 5.646407739 5.236953362 5.507396655 5.351388461 5.550663902 5.422790708 5.193119869 5.382385589
GSDSWSVVBLHKDQ-UHFFFAOYSA-N Ofloxacin CC1COc2c(N3CCN(C)CC3)c(F)cc3c(=O)c(C(=O)O)cn1c23 5.358979445 5.287292959 5.119763638 5.463734908 5.659847426 5.448667255 5.491691169 5.195772067 5.220772421 5.50552697 5.452895901 5.382267651
GSDSWSVVBLHKDQ-JTQLQIEISA-N Levofloxacin CC1COc2c(N3CCN(C)CC3)c(F)cc3c(=O)c(C(=O)O)cn1c23 5.66527698 5.466397377 5.128207883 5.549030586 5.360147406 5.42369096 5.278959653 5.46308471 5.157830988 5.194668896 5.512701669 5.381817919
ILBRKJBKDGCSCB-UHFFFAOYSA-N CP-466722 COc1cc2ncnc(-n3nc(-c4ccccn4)nc3N)c2cc1OC 5.404820904 5.336733289 5.43925376 5.277982821 5.434714731 5.512962235 5.495428583 5.497552179 5.286574979 5.302576389 5.180559382 5.379014477
HBXMSJLNXYLVTA-UHFFFAOYSA-N YM-15430-1 COC(=O)C1=C(C)NC(C)=C(C(=O)OCCCCNCC(O)COc2ccccc2)C1c1cccc([N+](=O)[O-])c1 5.216673799 5.652113156 5.166395118 5.499600152 5.46580731 5.338527122 5.372768383 5.294801162 5.36978998 5.20126205 5.586675986 5.378583111
MAUYWACILHVRLR-UHFFFAOYSA-N Probimane CC(CN1CC(=O)N(CN2CCOCC2)C(=O)C1)N1CC(=O)N(CN2CCOCC2)C(=O)C1 5.426871161 5.278160918 5.373689138 5.319785527 5.161260898 5.43453271 5.404928978 5.337714204 5.565202994 5.54406378 5.31040073 5.377873731
GPNHMOZDMYNCPO-PDUMRIMRSA-N Clascoterone CCC(=O)OC1(C(=O)CO)CCC2C3CCC4=CC(=O)CCC4(C)C3CCC21C 5.510673964 5.511299433 5.376200602 5.159202569 5.417696682 5.341817977 5.233858758 5.363356289 5.317849975 5.34942341 5.565615396 5.37699955
JLUPGSPHOGFEOB-WQLSENKSSA-N BMS-538158 CON(Cc1ccc(F)cc1)C(=O)C=C1OC(C)(C)OC1=O 5.283125933 5.310159586 5.333194251 5.472822874 5.353843806 5.35317054 5.32790869 5.245492325 5.619795391 5.346965038 5.491968101 5.376222412
ZATDYQOGSPTLBG-UHFFFAOYSA-N D-15413 CCn1c(-c2c(Cl)cc(O)cc2Cl)cc2c(Cl)cc(O)cc21 5.276476064 5.559442898 5.385164212 5.500872275 5.39610287 5.370333474 5.274288677 5.275520094 5.230420978 5.477909578 5.38980073 5.376030168
GNRIZKKCNOBBMO-UHFFFAOYSA-N ALPHA-MANGOSTIN COc1c(O)cc2oc3cc(O)c(CC=C(C)C)c(O)c3c(=O)c2c1CC=C(C)C 5.382691869 5.442683984 5.300216865 5.565342823 5.468403636 5.186362333 5.198152298 5.275275933 5.287884829 5.531485545 5.47295314 5.373768478
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AGOYDEPGAOXOCK-KCBOHYOISA-N CLARITHROMYCIN CCC1OC(=O)C(C)C(OC2CC(C)(OC)C(O)C(C)O2)C(C)C(OC2OC(C)CC(N(C)C)C2O)C(C)(OC)CC(C)C(=O)C(C)C(O)C1(C)O 5.272848209 5.444734279 5.429275701 5.383242169 5.651580148 5.328942286 5.313458924 5.190281275 5.408468885 5.374679644 5.297988501 5.372318184
PAEZRCINULFAGO-OAQYLSRUSA-N HOMOCAMPTOTHECIN CCC1(O)CC(=O)OCc2c1cc1n(c2=O)Cc2cc3ccccc3nc2-1 5.271135162 5.347101946 5.418474818 5.295086195 5.511099869 5.411180108 5.287199287 5.379140918 5.403635347 5.416654395 5.317627872 5.368939629
RYYVLZVUVIJVGH-UHFFFAOYSA-N Caffeine Cn1c(=O)c2c(ncn2C)n(C)c1=O 5.360311356 5.338613322 5.257396764 5.572210204 5.280035539 5.403353827 5.507397371 5.254603419 5.526172154 5.21349154 5.342927397 5.368773899
POXUJOYUVLWPQN-UHFFFAOYSA-N DuP-721 CC(=O)NCC1CN(c2ccc(C(C)=O)cc2)C(=O)O1 5.204437607 5.503500222 5.415997837 5.415772609 5.251150748 5.384289627 5.625862 5.358294301 5.221561629 5.282215994 5.392465462 5.368686185
MDNWOSOZYLHTCG-UHFFFAOYSA-N DICHLOROPHEN Oc1ccc(Cl)cc1Cc1cc(Cl)ccc1O 5.252501055 5.354333466 5.566200258 5.468316108 5.296343362 5.27017489 5.218474404 5.240476982 5.300376443 5.610819951 5.47700952 5.368638767
CGBJSGAELGCMKE-UHFFFAOYSA-N Omipalisib COc1ncc(-c2ccc3nccc(-c4ccnnc4)c3c2)cc1NS(=O)(=O)c1ccc(F)cc1F 5.48402856 5.140117535 5.35707154 5.354556667 5.293295276 5.489153886 5.236381026 5.338427133 5.440242623 5.502364106 5.41281823 5.368041508
KSGCNXAZROJSNW-UHFFFAOYSA-N Ezutromid CCS(=O)(=O)c1ccc2oc(-c3ccc4ccccc4c3)nc2c1 5.389155929 5.469574854 5.36909947 5.422631289 5.351463641 5.163869752 5.376427538 5.426297968 5.324192423 5.320665326 5.426352935 5.367248284
WOZSCQDILHKSGG-UHFFFAOYSA-N Adefovir dipivoxil CC(C)(C)C(=O)OCOP(=O)(COCCn1cnc2c(N)ncnc21)OCOC(=O)C(C)(C)C 5.303769519 5.426370171 5.360183456 5.47757964 5.357394591 5.338035083 5.555990144 5.403570504 5.161213675 5.342318505 5.31159468 5.367092724
UJRRDDHEMZLWFI-UHFFFAOYSA-N AMINITROZOLE CC(=O)Nc1ncc([N+](=O)[O-])s1 5.406937338 5.264334037 5.607745876 5.470912803 5.289842449 5.309418886 5.218563683 5.296782476 5.418943103 5.431891459 5.315221011 5.366417556
GJUFPAZNBPFNRI-UHFFFAOYSA-N SB-756050 COc1ccc(S(=O)(=O)N2CCCN(S(=O)(=O)c3ccc(OC)c(OC)c3)CC2)cc1OC 5.306518327 5.374761455 5.322354058 5.562206278 5.227686945 5.188987643 5.270178248 5.351300885 5.361855071 5.532298431 5.529550943 5.366154389
XBPZXDSZHPDXQU-UHFFFAOYSA-N Rosoxacin CCn1cc(C(=O)O)c(=O)c2ccc(-c3ccncc3)cc21 5.346276929 5.687162279 5.244774933 5.328900183 5.080961115 5.414488222 5.46640723 5.39381317 5.206812828 5.290788283 5.551723969 5.364737195
YRFXGQHBPBMFHW-SBTZIJSASA-N Fluorometholone acetate CC(=O)OC1(C(C)=O)CCC2C3CC(C)C4=CC(=O)C=CC4(C)C3(F)C(O)CC21C 5.312675448 5.422455175 5.126032359 5.086846823 5.378966336 5.598192253 5.541372889 5.593807895 5.416636993 5.219123776 5.31560292 5.36470117
XBJBPGROQZJDOJ-UHFFFAOYSA-N Fleroxacin CN1CCN(c2c(F)cc3c(=O)c(C(=O)O)cn(CCF)c3c2F)CC1 5.362727674 5.436416565 5.528547206 5.333729801 5.312916371 5.339837813 5.352573179 5.427143819 5.303971457 5.375541008 5.235670956 5.364461441
WRADPCFZZWXOTI-BMRADRMJSA-N 10-Nitrooleic acid CCCCCCCCC(=CCCCCCCCC(=O)O)[N+](=O)[O-] 5.358500364 5.439691177 5.438403629 5.459090877 5.689694527 5.2806236 5.233423256 5.279044843 5.264285507 5.144863137 5.420941793 5.364414792
PTOIAAWZLUQTIO-GXFFZTMASA-N Tasimelteon CCC(=O)NCC1CC1c1cccc2c1CCO2 5.526925096 5.370968107 5.207798469 5.46743511 5.208414522 5.25459561 5.27638889 5.561702867 5.297061997 5.357049589 5.479727634 5.364369808
YTRRAUACYORZLX-UHFFFAOYSA-N NLG-919 OC(CC1c2ccccc2-c2cncn21)C1CCCCC1 5.479552921 5.249149451 5.243008614 5.427908048 5.49671992 5.32333759 5.449410637 5.356935875 5.440893519 5.165454311 5.371842343 5.364019384
XDXDZDZNSLXDNA-TZNDIEGXSA-N Idarubicin CC(=O)C1(O)Cc2c(O)c3c(c(O)c2C(OC2CC(N)C(O)C(C)O2)C1)C(=O)c1ccccc1C3=O 5.27771321 5.454938237 5.389093771 5.264117817 5.159263556 5.370043707 5.291396149 5.422133117 5.520613264 5.501124625 5.352962786 5.363945476
KGSXMPPBFPAXLY-UHFFFAOYSA-N Azilsartan CCOc1nc2cccc(C(=O)O)c2n1Cc1ccc(-c2ccccc2-c2noc(=O)[nH]2)cc1 5.337884549 5.504435843 5.340326266 5.214989447 5.254469348 5.340450149 5.463299354 5.583133982 5.351432375 5.354303269 5.247357892 5.362916588
LJIUXAHLYIPHOK-UHFFFAOYSA-N Entasobulin O=C(Nc1ccc2ncccc2c1)C(=O)c1cn(Cc2ccc(Cl)cc2)c2ccccc12 5.332793401 5.393904509 5.504935465 5.301992404 5.409762836 5.32509164 5.305759368 5.509041181 5.274127165 5.312773657 5.321651722 5.362893941
UIEATEWHFDRYRU-UHFFFAOYSA-N Bepridil CC(C)COCC(CN(Cc1ccccc1)c1ccccc1)N1CCCC1 5.138215114 5.435127477 5.263650817 5.58609562 5.549465534 5.41605743 5.275859195 5.218488026 5.458002822 5.419608515 5.228519882 5.362644585
DBQMQBCSKXTCIJ-UHFFFAOYSA-N Pancopride Nc1cc(OCC2CC2)c(C(=O)NC2CN3CCC2CC3)cc1Cl 5.549352304 5.373704597 5.264915963 5.297253449 5.258673886 5.533862346 5.270263811 5.240225336 5.38406371 5.367621533 5.445628535 5.362324134
VMEJANRODATDOF-UHFFFAOYSA-N Diphyllin COc1cc2c(O)c3c(c(-c4ccc5c(c4)OCO5)c2cc1OC)C(=O)OC3 5.382930872 5.218608221 5.282252258 5.462769979 5.352608531 5.319985809 5.41662198 5.494279015 5.22775543 5.261746612 5.560038318 5.361781548
AUVVAXYIELKVAI-CKBKHPSWSA-N Emetine CCC1CN2CCc3cc(OC)c(OC)cc3C2CC1CC1NCCc2cc(OC)c(OC)cc21 5.324319079 5.346097635 5.500666425 5.389205415 5.305150271 5.207010736 5.339940361 5.457633664 5.482646306 5.231973826 5.391039817 5.361425776
VYKKDKFTDMVOBU-UHFFFAOYSA-N FLUOROSALAN O=C(Nc1cccc(C(F)(F)F)c1)c1cc(Br)cc(Br)c1O 5.469639597 5.420252201 5.428316288 5.266827103 5.191802713 5.497052855 5.431090767 5.457295847 5.127631695 5.434243481 5.241146615 5.360481742
UNJFKXSSGBWRBZ-BJCIPQKHSA-N Ceftibuten Nc1nc(C(=CCC(=O)O)C(=O)NC2C(=O)N3C(C(=O)O)=CCSC23)cs1 5.626518957 5.422593928 5.26114847 5.46214212 5.379339658 5.282194701 5.36137154 5.381809499 5.102219824 5.236843957 5.43244502 5.358966152
ARJCBSRIPGJMAD-LLVKDONJSA-N UK-383367 NC(=O)c1noc(C(CCCC2CCCCC2)CC(=O)NO)n1 5.304448683 5.494000806 5.283764505 5.402970366 5.508424356 5.228061203 5.441993667 5.39579504 5.332243054 5.262604385 5.283388858 5.357972266
GXDALQBWZGODGZ-UHFFFAOYSA-N Astemizole COc1ccc(CCN2CCC(Nc3nc4ccccc4n3Cc3ccc(F)cc3)CC2)cc1 5.260709082 5.490144842 5.278543489 5.434491276 5.437377161 5.350834609 5.294402746 5.245663508 5.22124236 5.381996132 5.528574619 5.356725438
OOUGLTULBSNHNF-UHFFFAOYSA-N Ataluren O=C(O)c1cccc(-c2noc(-c3ccccc3F)n2)c1 5.157591471 5.260503961 5.409068891 5.498285066 5.383438735 5.148040298 5.361595632 5.570652787 5.565865018 5.35271718 5.214803392 5.356596585
ZXFQRFXLFWWKLX-UHFFFAOYSA-N DIMEFLINE COc1ccc2c(=O)c(C)c(-c3ccccc3)oc2c1CN(C)C 5.181051583 5.274156418 5.373992796 5.696839479 5.400991291 5.251302744 5.270119087 5.183630195 5.530001662 5.440507667 5.319594565 5.356562499
VKHAHZOOUSRJNA-GCNJZUOMSA-N Mifepristone CC#CC1(O)CCC2C3CCC4=CC(=O)CCC4=C3C(c3ccc(N(C)C)cc3)CC21C 5.509642701 5.342666797 5.513605558 5.470906005 5.229204279 5.432077261 5.28678225 5.250124937 5.179453549 5.3274138 5.379468499 5.356485967
SRQKTCXJCCHINN-NYYWCZLTSA-N Nifuratel CSCC1CN(N=Cc2ccc([N+](=O)[O-])o2)C(=O)O1 5.389948228 5.354190533 5.340959018 5.211382805 5.203495724 5.193405302 5.526637268 5.444060483 5.406102824 5.555225953 5.28310763 5.355319615
SGTNSNPWRIOYBX-MHZLTWQESA-N (S)-Verapamil COc1ccc(CCN(C)CCCC(C#N)(c2ccc(OC)c(OC)c2)C(C)C)cc1OC 5.244902562 5.351297961 5.37808382 5.391577482 5.272942793 5.381275352 5.406208295 5.476617436 5.485625032 5.213433133 5.296837227 5.354436463
NPWTVYBPSXCRPM-UHFFFAOYSA-N ALINASTINE CCOCCn1c(C2CCN(CCc3ccc(C(C)(C)C)cc3)CC2)nc2ccccc21 5.350681321 5.347042177 5.318159716 5.512608472 5.35302093 5.300033475 5.429066798 5.411926192 5.298693012 5.317137679 5.254628725 5.353908954
VDHAWDNDOKGFTD-MRXNPFEDSA-N Cinacalcet CC(NCCCc1cccc(C(F)(F)F)c1)c1cccc2ccccc12 5.396076451 5.286870488 5.230191874 5.224617076 5.549871099 5.537185383 5.288494296 5.340677635 5.183558373 5.495873319 5.353880827 5.35339062
BLSQLHNBWJLIBQ-OZXSUGGESA-N Terconazole CC(C)N1CCN(c2ccc(OCC3COC(Cn4cncn4)(c4ccc(Cl)cc4Cl)O3)cc2)CC1 5.453857879 5.258699105 5.534885091 5.266626167 5.328832062 5.43174322 5.361683079 5.204185329 5.198634667 5.490511713 5.34681789 5.352406927
QAWBIEIZDDIEMW-FPYGCLRLSA-N Adarotene O=C(O)C=Cc1ccc(-c2ccc(O)c(C34CC5CC(CC(C5)C3)C4)c2)cc1 5.308851788 5.364055455 5.423629666 5.409958977 5.308867591 5.183572985 5.512123338 5.393420595 5.22915423 5.311582095 5.425303152 5.351865443
XZNUJESLPUNSNO-UHFFFAOYSA-N S-3536 COc1ccc2cnccc2c1 5.617320329 5.156094367 5.469269963 5.319005548 5.252145674 5.347593031 5.306663488 5.249157479 5.462939097 5.276858402 5.411508362 5.351686885
QGQFNQWZHHSZIC-UHFFFAOYSA-N GSK-932121 Cc1[nH]c(CO)c(-c2ccc(Oc3ccc(OC(F)(F)F)cc3)cc2)c(=O)c1Cl 5.355255648 5.474986527 5.538628661 5.450086409 5.335013171 5.306064545 5.308118408 5.19851597 5.169321423 5.296444733 5.433599514 5.351457728
ZGJHIFYEQJEUKA-UHFFFAOYSA-N BUCLOSAMIDE CCCCNC(=O)c1ccc(Cl)cc1O 5.312058669 5.325376343 5.282838739 5.477025536 5.424159247 5.574409518 5.358408645 5.315319992 5.175235045 5.373505222 5.244165888 5.351136622
VKSPIPWLHGKJQO-UHFFFAOYSA-N Bupicomide CCCCc1ccc(C(N)=O)nc1 5.409863482 5.248011603 5.214656147 5.242629356 5.481870122 5.380104224 5.409421591 5.360478106 5.390820304 5.386702871 5.337422916 5.351089157
KIVUHCNVDWYUNP-UHFFFAOYSA-N 6-Aminochrysene Nc1cc2c3ccccc3ccc2c2ccccc12 5.295822236 5.384486689 5.115740127 5.493615033 5.497785064 5.371963334 5.376781216 5.296746727 5.567255549 5.371060883 5.079360854 5.350056156
WGMASVSHOSNKMF-UHFFFAOYSA-N NARCOBARBITAL C=C(Br)CC1(C(C)C)C(=O)NC(=O)N(C)C1=O 5.362098449 5.37698283 5.220656173 5.166227908 5.573155479 5.32340954 5.245981241 5.554474824 5.387137983 5.357262976 5.278584502 5.34963381
LRKDYEMHDRMUKA-XJDOXCRVSA-N L 653150 COc1cc(C2CCC(c3cc(OC)c(OC)c(OC)c3)S2)cc(OC)c1OC 5.320683629 5.308169639 5.360835632 5.328099932 5.332115656 5.351456717 5.377825313 5.258787058 5.417684057 5.446049346 5.332656636 5.348578511
UAWXGRJVZSAUSZ-UHFFFAOYSA-N Licofelone CC1(C)Cc2c(-c3ccccc3)c(-c3ccc(Cl)cc3)c(CC(=O)O)n2C1 5.289825665 5.499653964 5.337777878 5.157147686 5.520355577 5.448106152 5.171275996 5.413716641 5.355093021 5.280270447 5.353018066 5.347840099
XZEUAXYWNKYKPL-WDYNHAJCSA-N levormeloxifene COc1ccc2c(c1)OC(C)(C)C(c1ccccc1)C2c1ccc(OCCN2CCCC2)cc1 5.308629981 5.472801397 5.410752316 5.337228416 5.337789953 5.531211958 5.184900815 5.333908035 5.246176589 5.341562793 5.319302777 5.347660457
JYJTVFIEFKZWCJ-UHFFFAOYSA-N Nadifloxacin CC1CCc2c(N3CCC(O)CC3)c(F)cc3c(=O)c(C(=O)O)cn1c23 5.422313384 5.252850494 5.193117027 5.29381204 5.52527363 5.267817154 5.491702362 5.289937218 5.283653021 5.411239006 5.383439634 5.34683227
XEFQLINVKFYRCS-UHFFFAOYSA-N Triclosan Oc1cc(Cl)ccc1Oc1ccc(Cl)cc1Cl 5.431089119 5.431255182 5.199355727 5.42371591 5.387825923 5.449225159 5.316896354 5.275649912 5.300898445 5.225346276 5.367327389 5.346235036
SGTNSNPWRIOYBX-UHFFFAOYSA-N Verapamil COc1ccc(CCN(C)CCCC(C#N)(c2ccc(OC)c(OC)c2)C(C)C)cc1OC 5.197346364 5.291963204 5.431754464 5.315239353 5.342313591 5.503211691 5.434388596 5.300882386 5.265944241 5.328172956 5.396268474 5.346135029
KVSKGMLNBAPGKH-UHFFFAOYSA-N TRIBROMSALAN O=C(Nc1ccc(Br)cc1)c1cc(Br)cc(Br)c1O 5.27930895 5.320040202 5.379148219 5.387188056 5.443564577 5.579617555 5.178947399 5.170278068 5.391118411 5.261750311 5.406168627 5.34519367
YJQZYXCXBBCEAQ-ACJLOTCBSA-N Butopamine CC(CCc1ccc(O)cc1)NCC(O)c1ccc(O)cc1 5.36087305 5.493511283 5.282119286 5.31141427 5.518139541 5.228856963 5.249358549 5.453329399 5.276924257 5.219542463 5.39985879 5.344902532
XZEUAXYWNKYKPL-URLMMPGGSA-N Ormeloxifene COc1ccc2c(c1)OC(C)(C)C(c1ccccc1)C2c1ccc(OCCN2CCCC2)cc1 5.446670104 5.326801982 5.509741602 5.328097222 5.360582278 5.288054803 5.434167613 5.245523502 5.30948746 5.344331409 5.200409307 5.344897026
YMVWGSQGCWCDGW-UHFFFAOYSA-N nitracrine CN(C)CCCNc1c2ccccc2nc2cccc([N+](=O)[O-])c12 5.318038568 5.256297352 5.488946536 5.282049878 5.287095493 5.366679517 5.359634071 5.349847682 5.498642539 5.227171453 5.357763104 5.344742381
VQJHOPSWBGJHQS-UHFFFAOYSA-N Metoprine Cc1nc(N)nc(N)c1-c1ccc(Cl)c(Cl)c1 5.407857075 5.246465976 5.302654773 5.379611241 5.424254926 5.291747895 5.502126442 5.292760521 5.280298392 5.453245639 5.202265208 5.343935281
FOIVPCKZDPCJJY-JQIJEIRASA-N Arotinoid acid CC(=Cc1ccc(C(=O)O)cc1)c1ccc2c(c1)C(C)(C)CCC2(C)C 5.219885582 5.387073166 5.305645166 5.325613278 5.415713069 5.277569619 5.36056932 5.359150333 5.510027795 5.227873202 5.38711558 5.343294192
XBEDAMVJWVPVDS-UHFFFAOYSA-N LOMIFYLLINE CC(=O)CCCCn1cnc2c1c(=O)n(C)c(=O)n2C 5.422108866 5.341684092 5.299287018 5.409932268 5.217785082 5.400023793 5.36031905 5.423391 5.426329408 5.279463574 5.181409397 5.341975777
VNFPBHJOKIVQEB-UHFFFAOYSA-N Clotrimazole Clc1ccccc1C(c1ccccc1)(c1ccccc1)n1ccnc1 5.464964451 5.367993666 5.285505771 5.415224862 5.386042722 5.460303666 5.265520158 5.274717342 5.342147878 5.248976546 5.246426616 5.341620334
FIHJKUPKCHIPAT-AHIGJZGOSA-N Artesunate CC1CCC2C(C)C(OC(=O)CCC(=O)O)OC3OC4(C)CCC1C32OO4 5.262032923 5.302349993 5.380071275 5.282540235 5.167791898 5.479049161 5.348360817 5.373317013 5.157173524 5.48138338 5.514438481 5.340773518
HJLSLZFTEKNLFI-UHFFFAOYSA-N Tinidazole CCS(=O)(=O)CCn1c([N+](=O)[O-])cnc1C 5.324542552 5.091779389 5.380241804 5.382196673 5.417143074 5.251053428 5.267403966 5.41277048 5.299276685 5.579034502 5.339893754 5.340485119
KYGZCKSPAKDVKC-UHFFFAOYSA-N OXOLINIC ACID CCn1cc(C(=O)O)c(=O)c2cc3c(cc21)OCO3 5.24661436 5.477671316 5.27560103 5.479887037 5.30770922 5.332641605 5.509797152 5.238833703 5.238402718 5.425917621 5.210869941 5.3403587
IFWMVQUGSGWCRP-UHFFFAOYSA-N Lonapalene COc1c(OC)c(OC(C)=O)c2cc(Cl)ccc2c1OC(C)=O 5.315111697 5.292922597 5.576551379 5.238682668 5.376559137 5.538102077 5.118298244 5.283746328 5.376294531 5.30190169 5.321223738 5.339944917
ALKJNCZNEOTEMP-UHFFFAOYSA-N XL-228 CC(C)c1cc(CNc2nc(Nc3cc(C4CC4)[nH]n3)cc(N3CCN(C)CC3)n2)on1 5.572033297 5.361619352 5.38729916 5.29591929 5.151690709 5.172879332 5.242109873 5.453945509 5.263180427 5.50263592 5.325249775 5.33896024
LSPANGZZENHZNJ-UHFFFAOYSA-N PD-153035 COc1cc2ncnc(Nc3cccc(Br)c3)c2cc1OC 5.235838714 5.227813223 5.348223231 5.356428176 5.342102308 5.401283035 5.217447206 5.476255244 5.317061143 5.480976005 5.321533896 5.338632926
MHDPPLULTMGBSI-UHFFFAOYSA-N NSC-354258 Nc1ncnc2c1nc(Cl)n2C1OC(CO)C(O)C1O 5.347503954 5.141320767 5.425784484 5.252461085 5.514032251 5.393992634 5.473238066 5.12587403 5.176461526 5.371356038 5.494098177 5.337829365
HMJIYCCIJYRONP-UHFFFAOYSA-N Isradipine COC(=O)C1=C(C)NC(C)=C(C(=O)OC(C)C)C1c1cccc2nonc12 5.470223396 5.240745412 5.177717731 5.267614997 5.397798865 5.084937038 5.35269876 5.339297968 5.550296648 5.555008583 5.262952889 5.336299299
KJAAEKQTENJMDT-SFECMWDFSA-N SL-11128 CCNCC=CCNCCCCNCCCCNCC=CCNCC 5.280818651 5.41688373 5.127656939 5.375161367 5.29626136 5.480037062 5.219039126 5.617924716 5.351426263 5.330704891 5.199170486 5.335916781
GLVAUDGFNGKCSF-UHFFFAOYSA-N Mercaptopurine S=c1nc[nH]c2nc[nH]c12 5.214825108 5.572115815 5.117767141 5.449056168 5.309598891 5.277196537 5.27501074 5.433815345 5.396219649 5.351026012 5.295399441 5.335639168
VSWBSWWIRNCQIJ-GJZGRUSLSA-N Asenapine CN1CC2c3ccccc3Oc3ccc(Cl)cc3C2C1 5.259456465 5.650973652 5.411125456 5.216063382 5.015902986 5.321281206 5.251934129 5.517475241 5.224760626 5.419174935 5.396435712 5.334962163
KHPKQFYUPIUARC-UHFFFAOYSA-N Lumiracoxib Cc1ccc(Nc2c(F)cccc2Cl)c(CC(=O)O)c1 5.511211502 5.332811651 5.288406468 5.355027548 5.153162306 5.563859027 5.458632332 5.258504673 5.527578093 5.055852227 5.17669003 5.33470326
QAWIHIJWNYOLBE-OKKQSCSOSA-N Acivicin NC(C(=O)O)C1CC(Cl)=NO1 5.404441456 5.347195744 5.05177364 5.478803696 5.40005782 5.336434824 5.182484958 5.168148866 5.359505519 5.342995284 5.608369164 5.334564634
MUTBJZVSRNUIHA-UHFFFAOYSA-N JNJ-16241199 O=C(NO)c1cnc(N2CCN(S(=O)(=O)c3ccc4ccccc4c3)CC2)nc1 5.208254736 5.338227264 5.208090608 5.440964627 5.451872226 5.228914844 5.250561176 5.285310518 5.452554769 5.371014035 5.435597853 5.333760241
ZDRFDHHANOYUTE-IOSLPCCCSA-N 6-METHYLMERCAPTOPURINE RIBOSIDE CSc1ncnc2c1ncn2C1OC(CO)C(O)C1O 5.189258404 5.320811016 5.578337662 5.423039535 5.358758168 5.34372224 5.238567688 5.421455281 5.12839203 5.387844164 5.271325935 5.332864738
LNGNTCFORRWFSF-DVTGEIKXSA-N timobesone CSC(=O)C1(O)C(C)CC2C3CCC4=CC(=O)C=CC4(C)C3(F)C(O)CC21C 5.456012254 5.330563823 5.488895787 5.218089271 5.239690869 5.152147221 5.36322036 5.145331745 5.44238676 5.374593473 5.448295799 5.332657033
PHEDXBVPIONUQT-RGYGYFBISA-N Phorbol 12-myristate 13-acetate CCCCCCCCCCCCCC(=O)OC1C(C)C2(O)C(C=C(CO)CC3(O)C(=O)C(C)=CC32)C2C(C)(C)C12OC(C)=O 5.350067569 5.477770189 5.398957821 5.228536395 5.372909007 5.086762566 5.379838866 5.323232921 5.342362265 5.268971564 5.414690084 5.33128175
MHDPPLULTMGBSI-UUOKFMHZSA-N 8-Cl-Ado Nc1ncnc2c1nc(Cl)n2C1OC(CO)C(O)C1O 5.173939208 5.37521476 5.565438972 5.388524649 5.379889849 5.31393552 5.138999745 5.417401152 5.477362663 5.11283117 5.300482783 5.331274588
OZOGDCZJYVSUBR-UHFFFAOYSA-N ABX-464 FC(F)(F)Oc1ccc(Nc2ccc3cccc(Cl)c3n2)cc1 5.156250179 5.204015253 5.514094336 5.33731649 5.477721135 5.198135373 5.272822805 5.420056551 5.327094559 5.396796368 5.336667273 5.330997302
FIADGNVRKBPQEU-UHFFFAOYSA-N Pizotifen CN1CCC(=C2c3ccccc3CCc3sccc32)CC1 5.362000318 5.386013112 5.258466164 5.403510902 5.165178599 5.502402781 5.253637241 5.355646664 5.266876227 5.443694888 5.235443044 5.330260904
XVDXNSRMHBAVAX-UHFFFAOYSA-N tomoxiprole COc1ccc(-c2nc3c4ccccc4ccc3n2C(C)C)cc1 5.473967123 5.402939618 5.33319306 5.406232838 5.190211394 5.464076312 5.240845197 5.225317496 5.407713331 5.16635555 5.313263925 5.329465077
CEUORZQYGODEFX-UHFFFAOYSA-N Aripiprazole O=C1CCc2ccc(OCCCCN3CCN(c4cccc(Cl)c4Cl)CC3)cc2N1 5.35496446 5.327465015 5.321772773 5.420780326 5.344984867 5.191253444 5.320541756 5.327808912 5.348333234 5.334000553 5.328691916 5.329145205
RDXLYGJSWZYTFJ-UHFFFAOYSA-N NIRIDAZOLE O=C1NCCN1c1ncc([N+](=O)[O-])s1 5.407685624 5.319890317 5.368981477 5.255680514 5.430959885 5.319791256 5.507990806 5.275014538 5.311624698 5.246219559 5.17190522 5.32870399
KPBNHDGDUADAGP-VAWYXSNFSA-N APO-866 O=C(C=Cc1cccnc1)NCCCCC1CCN(C(=O)c2ccccc2)CC1 5.29422756 5.297440649 5.374195812 5.349770072 5.151293493 5.194837713 5.385464049 5.640821801 5.40368673 5.356835374 5.160893314 5.328133324
MQIRDWDCKACDRZ-DUXPYHPUSA-N Seletinoid G O=C(C=Cc1ccc2c(c1)OCO2)OCc1cc(=O)c(O)co1 5.244854705 5.291939106 5.441146476 5.159616546 5.411319748 5.476949005 5.391597561 5.054544877 5.4164239 5.23287494 5.478573255 5.327258193
MXJWRABVEGLYDG-UHFFFAOYSA-N Bufexamac CCCCOc1ccc(CC(=O)NO)cc1 5.287104468 5.378802813 5.324821421 5.358247362 5.156863306 5.172615048 5.457289789 5.613301561 5.340792113 5.165581844 5.342842952 5.327114789
UEBBYLJZCHTLEG-UTKZUKDTSA-N SCH-900435 COc1ccc2c(c1)CCC(CN(C)CC(=O)O)C2c1ccccc1 5.463890896 5.691428704 5.299958657 5.287387467 5.105064454 5.374857887 5.283214878 5.140755104 5.477617662 5.289235755 5.182543503 5.326904997
WIQRCHMSJFFONW-HNNXBMFYSA-N SEPROXETINE NCCC(Oc1ccc(C(F)(F)F)cc1)c1ccccc1 5.249858867 5.48714399 5.350176257 5.299571095 5.259306154 5.154331189 5.373112934 5.319209839 5.398747151 5.350587576 5.343512221 5.325959752
OVSKGTONMLKNPZ-UHFFFAOYSA-N Ro-31-7453 Cn1cc(C2=C(c3cn(C)c4cc([N+](=O)[O-])ccc34)C(=O)NC2=O)c2ccccc21 5.556581135 5.242673535 5.235649509 5.351930345 5.225926402 5.403181994 5.374626484 5.386484227 5.346102744 5.362062328 5.097720654 5.32572176
RTHCYVBBDHJXIQ-MRXNPFEDSA-N (R)-Fluoxetine CNCCC(Oc1ccc(C(F)(F)F)cc1)c1ccccc1 5.351972513 5.307474811 5.40721526 5.228332214 5.499512306 5.469374039 5.124632542 5.152432249 5.38732045 5.280143765 5.370620684 5.325366439
OASYWNFOHKQIGI-UHFFFAOYSA-N S-23906-1 COc1cc2c(c3c1c(=O)c1cc4ccccc4cc1n3C)C(OC(C)=O)C(OC(C)=O)C(C)(C)O2 5.39947007 5.308931634 5.167966753 5.27789775 5.389470778 5.372250707 5.380160195 5.267966719 5.17247807 5.435381367 5.394053335 5.324184307
UTDAKQMBNSHJJB-CJLVFECKSA-N COTI-2 S=C(NN=C1CCCc2cccnc21)N1CCN(c2ccccn2)CC1 5.31040893 5.096274692 5.336048392 5.305283279 5.269256287 5.389649688 5.428187052 5.470746238 5.337180837 5.327284042 5.291979321 5.323845342
FNSHYEAUAUHIMB-UHFFFAOYSA-N Satranidazole Cn1c([N+](=O)[O-])cnc1N1CCN(S(C)(=O)=O)C1=O 5.079001915 5.29743426 5.454101335 5.301360316 5.415135382 5.29390245 5.337726988 5.313546079 5.544054489 5.391437201 5.129098636 5.323345368
RTHCYVBBDHJXIQ-UHFFFAOYSA-N Fluoxetine CNCCC(Oc1ccc(C(F)(F)F)cc1)c1ccccc1 5.486471538 5.172688522 5.442665497 5.247192158 5.374105466 5.162278962 5.278854936 5.298187471 5.357683091 5.275246884 5.454295659 5.322697289
FGBGXESDYFKUFX-UHFFFAOYSA-N Camobucol CC(C)(Sc1cc(C(C)(C)C)c(O)c(C(C)(C)C)c1)Sc1cc(C(C)(C)C)c(OCC(=O)O)c(C(C)(C)C)c1 5.482443484 5.497942936 5.172060736 5.305372862 5.385686426 5.241839282 5.332981927 5.165877079 5.422888679 5.154506443 5.387757349 5.322668837
OSJJYEUEJRVVOD-UHFFFAOYSA-N PIPAMAZINE NC(=O)C1CCN(CCCN2c3ccccc3Sc3ccc(Cl)cc32)CC1 5.248701905 5.184217132 5.177006846 5.490974489 5.381134963 5.151149406 5.581823196 5.066871384 5.431864516 5.313702488 5.511307309 5.321704876
GIIGAFADHXYOPM-UHFFFAOYSA-N AMPHOTALIDE Nc1ccc(OCCCCCN2C(=O)c3ccccc3C2=O)cc1 5.277052429 5.400834128 5.56743894 5.243896814 5.350651877 5.345079502 5.210237568 5.344264593 5.250620865 5.323635043 5.224569401 5.321661924
URCVCIZFVQDVPM-UHFFFAOYSA-N E-7010 COc1ccc(S(=O)(=O)Nc2cccnc2Nc2ccc(O)cc2)cc1 5.402955005 5.389866788 5.371658116 5.34087176 5.264394653 5.240665581 5.276239628 5.255458393 5.197214916 5.360484256 5.436828374 5.321512497
IPHKVWAKDXKJRE-UHFFFAOYSA-N HP-573 O=C1c2cc(CCCCO)ccc2OCc2ccsc21 5.464940132 5.433515951 5.467910868 5.363351095 5.166791864 5.269784329 5.362000501 5.254184992 5.243587337 5.239193102 5.265346596 5.320964252
HGEYJZMMUGWEOT-UHFFFAOYSA-N Roxindole Oc1ccc2[nH]cc(CCCCN3CC=C(c4ccccc4)CC3)c2c1 5.564242109 5.019642894 5.412528712 5.30235202 5.225476191 5.252761693 5.262272961 5.280165247 5.519994166 5.465799022 5.222304527 5.320685413
CSKDFZIMJXRJGH-VWLPUNTISA-N Tecovirimat C1C2C1C3C=CC2C4C3C(=O)N(C4=O)NC(=O)C5=CC=C(C=C5)C(F)(F)F 5.15341602 5.435773816 5.283598726 5.169010223 5.374148268 5.514245753 5.215574779 5.259280222 5.278662595 5.469990352 5.37118589 5.32044424
UZVHFVZFNXBMQJ-UHFFFAOYSA-N Butalbital C=CCC1(CC(C)C)C(=O)NC(=O)NC1=O 5.317857457 5.254291436 5.177648911 5.623395031 5.495715218 5.222930835 5.227497572 5.493776692 5.286608602 5.251561563 5.168789044 5.320006578
GLBJJMFZWDBELO-UHFFFAOYSA-N Pimobendan COc1ccc(-c2nc3ccc(C4=NNC(=O)CC4C)cc3[nH]2)cc1 5.29271477 5.407350451 5.18478375 5.100462813 5.368593165 5.209227848 5.230714035 5.428888232 5.334317228 5.525551775 5.433215641 5.319619973
YZPOQCQXOSEMAZ-UHFFFAOYSA-N PBT-1033 CN(C)Cc1ccc2c(Cl)cc(Cl)c(O)c2n1 5.232403336 5.25415208 5.271971745 5.166100211 5.354075376 5.493030221 5.172876422 5.375844783 5.480183471 5.373405634 5.338379352 5.319311148
JABSKGQQWUDVRU-UHFFFAOYSA-O ICI-D7288 CCN(c1ccccc1)c1cc(NC)[n+](C)c(C)n1 5.240043889 5.307775947 5.394727538 5.225414307 5.371208869 5.306295263 5.444620988 5.450787419 5.271643063 5.109404441 5.373405295 5.317757002
TVXOXGBTADZYCZ-UHFFFAOYSA-N Lecimibide CCCCCCCN(CCCCCSc1nc(-c2ccccc2)c(-c2ccccc2)[nH]1)C(=O)Nc1ccc(F)cc1F 5.480152828 5.465988979 5.268537157 5.248911619 5.26813468 5.225553427 5.164669461 5.127499808 5.389130451 5.546074123 5.308366568 5.317547191
JHBIMJKLBUMNAU-UHFFFAOYSA-N SC 58125 CS(=O)(=O)c1ccc(-n2nc(C(F)(F)F)cc2-c2ccc(F)cc2)cc1 5.339022938 5.248462149 5.264396419 5.392434325 5.264257308 5.422971436 5.16442834 5.203506573 5.344079756 5.504162658 5.336049155 5.31670646
QNUKRWAIZMBVCU-WCIBSUBMSA-N SU-9516 COc1ccc2c(c1)C(=Cc1cnc[nH]1)C(=O)N2 5.318672399 5.165000396 5.292760869 5.536755349 5.289166617 5.4355649 5.381284792 5.149686703 5.30483258 5.129395694 5.476567208 5.316335228
DENYZIUJOTUUNY-MRXNPFEDSA-N Pamiparib CC12CCCN1CC1=NNC(=O)c3cc(F)cc4[nH]c2c1c34 5.313664137 5.274769507 5.290744237 5.156375921 5.345709818 5.211526579 5.418883298 5.562250248 5.221664636 5.222707992 5.446813453 5.315009984
COVZYZSDYWQREU-UHFFFAOYSA-N Busulfan CS(=O)(=O)OCCCCOS(C)(=O)=O 5.483156226 5.216430644 5.336246089 5.354391098 5.156084761 5.416659555 5.396936943 5.269878151 5.172874082 5.399646976 5.257575662 5.314534562
ZCMFEWUYBFMLIN-UHFFFAOYSA-N NBI 31772 O=C(O)c1cc2cc(O)c(O)cc2c(C(=O)c2ccc(O)c(O)c2)n1 5.371434588 5.393533634 5.236669446 5.376917216 5.325123487 5.530749138 5.224454268 5.221899619 5.24699062 5.305514845 5.223630625 5.314265226
FGTCROZDHDSNIO-UHFFFAOYSA-N OSI-930 O=C(Nc1ccc(OC(F)(F)F)cc1)c1sccc1NCc1ccnc2ccccc12 5.487646924 5.351669099 5.573014885 5.301902381 5.247127141 5.36390511 5.178662413 5.227798578 5.224540916 5.254202448 5.239794647 5.313660413
IECPWNUMDGFDKC-MZJAQBGESA-N FUSIDIC ACID CC(=O)OC1CC2(C)C(CC(O)C3C4(C)CCC(O)C(C)C4CCC32C)C1=C(CCC=C(C)C)C(=O)O 5.350934459 5.570610871 5.448598032 5.171743484 5.236200584 5.316611365 5.237300621 5.152847561 5.282180585 5.274654495 5.401399148 5.313007382
RTHCYVBBDHJXIQ-INIZCTEOSA-N (S)-Fluoxetine CNCCC(Oc1ccc(C(F)(F)F)cc1)c1ccccc1 5.258213307 5.364470695 5.198456702 5.296680454 5.143748962 5.417584976 5.494228361 5.282331949 5.316213644 5.20576291 5.453085437 5.311888854
CEFJVGZHQAGLHS-UHFFFAOYSA-N Ripretinib CCn1c(=O)c(-c2cc(NC(=O)Nc3ccccc3)c(F)cc2Br)cc2cnc(NC)cc21 5.443130087 5.264045886 5.324326053 5.382234836 5.318235822 5.502857253 5.146010846 5.075241136 5.360008455 5.442212775 5.16186393 5.31092428
QGZYDVAGYRLSKP-UHFFFAOYSA-N Rocilinostat O=C(CCCCCCNC(=O)c1cnc(N(c2ccccc2)c2ccccc2)nc1)NO 5.3707503 5.313543324 5.272152648 5.061641627 5.32836412 5.338737037 5.58733924 5.135044371 5.311790741 5.344485965 5.353624806 5.310679471
UCPMSMNKGXUFCC-UHFFFAOYSA-N Epetirimod CC(C)Cn1cnc2c(N)nc3cccnc3c21 5.394107363 5.325703705 5.232788478 5.31565831 5.443733514 5.226081372 5.425663032 5.130648338 5.335127689 5.300578007 5.285188612 5.310479856
CZWCKYRVOZZJNM-USOAJAOKSA-N Prasterone sulfate CC12CCC3C(CC=C4CC(OS(=O)(=O)O)CCC43C)C1CCC2=O 5.303672037 5.422954054 5.217857227 5.158651723 5.503886077 5.316464195 5.376962397 5.224353985 5.174914684 5.366396562 5.343640792 5.309977612
WINXAKJYORVNHU-UHFFFAOYSA-N Atliprofen methyl ester COC(=O)C(C)c1ccc(-c2ccsc2)cc1 5.249251738 5.196433499 5.546013575 5.209340039 5.249257497 5.454026704 5.297420485 5.348014172 5.462519526 5.111986739 5.284981741 5.309931429
ZFDATWDBAKWOKP-UHFFFAOYSA-N RP 69698 CC(C)(CCCCOc1cc(-c2ccccc2)cc(-c2ccccc2)n1)c1nn[nH]n1 5.46854972 5.20902093 5.364039922 5.282583697 5.185482087 5.465284458 5.466501535 5.344726755 5.361992326 5.162866355 5.096718738 5.309796957
LDVDKTLZRGWFID-GLDDHUGJSA-N Sch-29482 CCSC1=C(C(=O)O)N2C(=O)C(C(C)O)C2S1 5.31775922 5.276717505 5.26827855 5.531099001 5.443379631 5.160029087 5.400264602 5.377542609 5.200473679 5.220741731 5.205509576 5.309254108
DOUYETYNHWVLEO-UHFFFAOYSA-N Imiquimod CC(C)Cn1cnc2c(N)nc3ccccc3c21 5.407973567 5.499855855 5.306896344 5.374418186 5.291172848 5.343551051 5.112373657 5.13606566 5.209481992 5.312952818 5.406180497 5.30917477
UEFWDVMEDFCHGW-UHFFFAOYSA-N HY-10275 CC(C)(CN1CCN(C2=Nc3ccccc3Oc3ccccc32)CC1)C(=O)O 5.254894343 5.31684432 5.38804155 5.302770196 5.311292709 5.289081367 5.318277269 5.143500308 5.371623335 5.419461568 5.267134377 5.307538304
XCPGHVQEEXUHNC-UHFFFAOYSA-N Amsacrine COc1cc(NS(C)(=O)=O)ccc1Nc1c2ccccc2nc2ccccc12 5.396494174 5.276818649 5.359932908 5.355269557 5.119746456 5.362056407 5.447338874 5.523613639 5.142255202 5.104234744 5.291245374 5.307182362
UDYUIWXQUBNDHC-UHFFFAOYSA-N Rilopirox Cc1cc(COc2ccc(Oc3ccc(Cl)cc3)cc2)n(O)c(=O)c1 5.354764532 5.37027297 5.090902978 5.401332891 5.375311229 5.060391692 5.411478062 5.296430859 5.436623108 5.272694327 5.304696331 5.306808998
UHQFBTAJFNVZIV-UHFFFAOYSA-N Ridinilazole c1cc(-c2nc3ccc(-c4ccc5nc(-c6ccncc6)[nH]c5c4)cc3[nH]2)ccn1 5.330668333 5.156837832 5.407262711 5.29398882 5.299667493 5.33445347 5.458801163 5.1768556 5.323787384 5.278193502 5.302319466 5.305712343
GMVPRGQOIOIIMI-DWKJAMRDSA-N Alprostadil CCCCCC(O)C=CC1C(O)CC(=O)C1CCCCCCC(=O)O 5.347093139 5.330634805 5.486503561 5.089388856 5.2158819 5.298086636 5.408365736 5.181776745 5.169136834 5.554096289 5.281808053 5.305706596
BJDCWCLMFKKGEE-KDTBHNEXSA-N Artenimol CC1CCC2C(C)C(O)OC3OC4(C)CCC1C32OO4 5.47696236 5.326422073 5.185799945 5.298017703 5.5923291 5.320336778 5.173169824 5.240356045 5.184370486 5.191947956 5.372011978 5.305611295
SUXQDLLXIBLQHW-UHFFFAOYSA-N Ulifloxacin CC1Sc2c(C(=O)O)c(=O)c3cc(F)c(N4CCNCC4)cc3n21 5.405419039 5.462234711 5.246041716 5.415267606 5.472506047 5.42200822 5.169490493 5.118335466 5.169278116 5.285256415 5.176001823 5.303803605
BIZCZAJFIUSFDU-UHFFFAOYSA-N LAS 30538 Cc1cccc(C)c1OCCN1CCC(C(O)(c2ccc(F)cc2)c2ccc(F)cc2)CC1 5.233545476 5.415739605 5.482304526 5.334292713 5.132050165 5.233448748 5.262564466 5.418054808 5.345259768 5.28701445 5.195446964 5.303611063
PXZDWASDNFWKSD-UHFFFAOYSA-N PRENOXDIAZINE c1ccc(C(Cc2noc(CCN3CCCCC3)n2)c2ccccc2)cc1 5.409000233 5.300018558 5.369893039 5.255593135 5.433157716 5.247810819 5.209142117 5.176064702 5.268771533 5.428335381 5.237605447 5.303217516
TXUZVZSFRXZGTL-QPLCGJKRSA-N trans-4-Hydroxytamoxifen CCC(=C(c1ccc(O)cc1)c1ccc(OCCN(C)C)cc1)c1ccccc1 5.351627526 5.250048528 5.259327903 5.139657015 5.47063744 5.285906203 5.210556182 5.189681584 5.427063323 5.148286766 5.58759168 5.301853105
XDUOTWNXVDBCDY-VOTSOKGWSA-N cinepazet CCOC(=O)CN1CCN(C(=O)C=Cc2cc(OC)c(OC)c(OC)c2)CC1 5.331134663 5.313225679 5.468089301 5.300229422 5.33781553 5.175695519 5.31478569 5.23777732 5.200564703 5.354080209 5.275748607 5.300831513
VDJHFHXMUKFKET-WDUFCVPESA-N Ingenol mebutate CC=C(C)C(=O)OC1C(C)=CC23C(=O)C(C=C(CO)C(O)C12O)C1C(CC3C)C1(C)C 5.250054741 5.129046195 5.086210417 5.465840985 5.367813691 5.389823436 5.299470911 5.267557951 5.263749878 5.385875159 5.392341798 5.299798651
PWWVAXIEGOYWEE-UHFFFAOYSA-N Promethazine CC(CN1c2ccccc2Sc2ccccc21)N(C)C 5.427825698 5.181905717 5.155835773 5.374659044 5.19386533 5.328720715 5.290935803 5.403522611 5.216864059 5.358728384 5.361300312 5.299469404
HPHBOJANXDKUQD-UHFFFAOYSA-N CYACETACIDE N#CCC(=O)NN 5.526766534 5.180285322 5.105769282 5.379131586 5.417558966 5.237272118 5.2954967 5.255266024 5.318302483 5.48839658 5.085141378 5.299035179
FGJIDQWRRLDGDB-CPIXEKRISA-N MANOALIDE CC(=CCCC1=CCC(C2=CC(=O)OC2O)OC1O)CCC1=C(C)CCCC1(C)C 5.280476648 5.326930947 5.425627948 5.401316023 5.247469325 5.264200771 5.180886939 5.167605309 5.429628508 5.143197731 5.409817921 5.297923461
SMQXDOVGKKMUIZ-UHFFFAOYSA-N lotifazole O=C(Nc1nc(-c2ccccc2)cs1)OCC(Cl)(Cl)Cl 5.357283116 5.462660042 5.348933731 5.342788248 5.22803024 5.013101072 5.523432568 5.302397248 5.090633927 5.334433987 5.26419541 5.297080872
ANZIOUQAFBXNHU-UHFFFAOYSA-N Ambazone NC(=S)N=Nc1ccc(NN=C(N)N)cc1 5.224267667 5.425653304 5.324391787 5.294659836 5.319208977 5.206308337 5.394084715 5.241354856 5.319540442 5.273439195 5.224777893 5.295244273
JKDLOGLNPDVUCX-UHFFFAOYSA-N RH1 CC1=C(N2CC2)C(=O)C(CO)=C(N2CC2)C1=O 5.192596157 5.63923672 5.306340632 5.307715236 5.398609593 5.131474803 5.223635705 5.530568339 5.268787831 5.149002373 5.091673454 5.294512804
OQBORDVFGPUGDV-UHFFFAOYSA-N Cloturin O=C(NCCCl)Sc1ncnc2nc[nH]c12 5.179215849 5.231042953 5.285760651 5.222497137 5.199630966 5.342002195 5.244657262 5.30890972 5.495312925 5.222563053 5.50304308 5.294057799
RUEYEZADQJCKGV-UHFFFAOYSA-N Daprodustat O=C(O)CNC(=O)C1C(=O)N(C2CCCCC2)C(=O)N(C2CCCCC2)C1=O 5.256914754 5.264795307 5.034379821 5.217899816 5.325575251 5.449739105 5.005193056 5.40140629 5.465865147 5.312626743 5.491919912 5.293301382
VLCYCQAOQCDTCN-UHFFFAOYSA-N Eflornithine NCCCC(N)(C(=O)O)C(F)F 5.264769341 5.34547712 5.456213398 5.390538852 5.007300271 5.229134038 5.433541301 5.249306566 5.387786584 5.126480272 5.312460553 5.291182572
OGHNVEJMJSYVRP-UHFFFAOYSA-N Carvedilol COc1ccccc1OCCNCC(O)COc1cccc2[nH]c3ccccc3c12 5.274989776 5.505363105 5.084901334 5.263130694 5.367735763 5.458310325 5.223298358 5.171202655 5.255483251 5.16953443 5.411255811 5.289564136
DDYJDIHOSRTMSE-DHZHZOJOSA-N CGP-52608 C=CCN1C(=O)CSC1=NNC(=S)NC 5.299417886 5.390632724 5.298411844 5.279925184 5.447525794 5.215938157 5.269478204 5.117186031 5.403917182 5.311259828 5.143043042 5.288794171
RJKFOVLPORLFTN-LEKSSAKUSA-N Progesterone CC(=O)C1CCC2C3CCC4=CC(=O)CCC4(C)C3CCC12C 5.373202785 5.109248239 5.188579151 5.224965195 5.238889402 5.249302626 5.076221795 5.489862215 5.542520589 5.362686975 5.309352321 5.287711936
SVYRYFAUQHVGAI-BMWLXYDHSA-N VSN-16R CC(CO)NC(=O)c1cccc(C=CCCCC(=O)N(C)C)c1 5.203283022 5.17461372 5.459211389 5.050232176 5.46119957 5.32835307 5.262800815 5.02758855 5.498406379 5.43115319 5.262604946 5.287222439
MXWZRRPNVLCHMY-UHFFFAOYSA-N Bonaphthone O=C1C=Cc2cc(Br)ccc2C1=O 5.019103935 5.3819266 5.360614436 5.279037173 5.349268055 5.144628187 5.354349141 5.351643429 5.462767619 5.091849042 5.348133688 5.285756482
NFSKEXQRNDSSAN-NSHDSACASA-N PHA-690509 CC(=O)Nc1ccc(C(C)C(=O)Nc2ncc(C(C)C)s2)cc1 5.279799768 5.180614019 5.228267201 5.334708785 5.368218669 5.24011811 5.325243846 5.497421471 5.263537562 5.249624164 5.174133644 5.285607931
UOWGYMNWMDNSTL-ONEGZZNKSA-N 3PO O=C(C=Cc1cccnc1)c1ccncc1 5.15397018 5.307213273 5.108652513 5.339532295 5.330812107 5.224365102 5.316308026 5.380342426 5.448965981 5.247031006 5.282047768 5.285385516
OCAPBUJLXMYKEJ-UHFFFAOYSA-N Bifonazole c1ccc(-c2ccc(C(c3ccccc3)n3ccnc3)cc2)cc1 5.280983249 5.292618439 5.41582143 5.173230895 5.252312673 5.242184631 5.468806699 5.273262392 5.124258247 5.415100363 5.195434449 5.284910315
DPHUWDIXHNQOSY-UHFFFAOYSA-N Napabucasin CC(=O)c1cc2c(o1)C(=O)c1ccccc1C2=O 5.293593439 5.216799059 5.387193528 5.047261417 5.507418588 5.559055438 5.092225318 5.143606008 5.435379705 5.443427867 4.992536523 5.283499717
ISSKMEQROMFEHL-UHFFFAOYSA-N Linotroban O=C(O)COc1ccc(CCNS(=O)(=O)c2ccccc2)s1 5.407605633 5.134724862 5.52538415 5.452219356 5.181696277 5.253988602 5.204750369 5.219091029 5.262792947 5.285251816 5.190494442 5.283454498
YRYJJIXWWQLGGV-ZWKOTPCHSA-N Spisulosine CCCCCCCCCCCCCCCC(O)C(C)N 5.439393316 5.052093493 5.272607717 5.081981006 5.277831851 5.356398372 5.287550722 5.440589225 5.41106894 5.227371502 5.259307493 5.28238124
PTJGLFIIZFVFJV-UHFFFAOYSA-N Pyroxamide O=C(CCCCCCC(=O)Nc1cccnc1)NO 5.479127625 5.203762475 5.318357071 5.217183318 5.143909824 5.385684702 5.368493809 5.064395348 5.113400694 5.40417536 5.399634516 5.281647704
SZQLTQPHXXXMNC-UHFFFAOYSA-N DOXAMINOL CN(CCC1c2ccccc2COc2ccccc21)CC(O)COc1ccccc1 5.455487923 5.184108169 5.270192785 5.288526605 5.279805922 5.029880679 5.337379763 5.494845828 5.230046699 5.283160983 5.228667239 5.280191145
XXVLKDRPHSFIIB-UHFFFAOYSA-N Mitonafide CN(C)CCN1C(=O)c2cccc3cc([N+](=O)[O-])cc(c23)C1=O 5.33424427 5.584532932 5.241598941 5.351372917 5.031644565 5.123670483 5.175949842 5.421897508 5.308295 5.331098381 5.167974352 5.279298108
DALKLAYLIPSCQL-YPYQNWSCSA-N Methylprednisolone aceponate CCC(=O)OC1(C(=O)COC(C)=O)CCC2C3CC(C)C4=CC(=O)C=CC4(C)C3C(O)CC21C 5.150694641 5.246543666 5.267087466 5.296345761 5.381761688 5.223571948 5.177809389 5.228037884 5.308768934 5.398949322 5.391319848 5.279171868
UWJUQVWARXYRCG-HIFRSBDPSA-N O-Desmethyltramadol CN(C)CC1CCCCC1(O)c1cccc(O)c1 5.335387129 5.317924248 5.318114079 5.168489749 5.376236207 5.195944954 5.185487594 5.341161668 5.428539539 5.116269726 5.286761129 5.279119638
YQNQNVDNTFHQSW-UHFFFAOYSA-N Nitazoxanide CC(=O)Oc1ccccc1C(=O)Nc1ncc([N+](=O)[O-])s1 5.256578137 5.086712199 5.220832167 5.428290629 5.264209278 5.543660036 5.341100832 5.12134026 5.390946663 5.241333811 5.171822836 5.278802441
GXCZZAKPGMYPDJ-UHFFFAOYSA-N Contragestazol CCc1ccccc1-c1nc(-c2cccc(OC)c2)n[nH]1 5.089543272 5.305741657 5.237242197 5.334857641 5.281676589 5.441350605 5.28485311 5.361099325 5.219692833 5.133849341 5.33401952 5.274902372
XIROXSOOOAZHLL-UHFFFAOYSA-N GALLACETOPHENONE CC(=O)c1ccc(O)c(O)c1O 5.341728908 5.405043888 5.345406036 5.27337001 5.273300483 5.085343825 5.12103983 5.142880448 5.216229978 5.28320371 5.532560834 5.274555268
UDSFVOAUHKGBEK-CNQKSJKFSA-N Testosterone undecanoate CCCCCCCCCCC(=O)OC1CCC2C3CCC4=CC(=O)CCC4(C)C3CCC12C 5.227830845 5.399741023 5.297036692 5.209797034 5.255302142 5.35102969 5.157467723 5.411746064 5.191276406 5.194120239 5.312035559 5.273398492
AQASRZOCERRGBL-ROJLCIKYSA-N Dauricine COc1cc2c(cc1OC)C(Cc1ccc(Oc3cc(CC4c5cc(OC)c(OC)cc5CCN4C)ccc3O)cc1)N(C)CC2 5.374494703 5.367773592 5.258698317 5.131531322 5.239638559 5.151394949 5.220601672 5.420205013 5.388778447 5.165957209 5.269886284 5.271723642
MHXVDXXARZCVRK-WCWDXBQESA-N Panomifene OCCNCCOc1ccc(C(=C(c2ccccc2)C(F)(F)F)c2ccccc2)cc1 5.479053386 5.133287416 5.367670083 5.312502948 5.245804147 5.26042842 5.295928125 5.290589948 5.384082455 5.051385756 5.167887032 5.271692701
XMYKNCNAZKMVQN-NYYWCZLTSA-N TRIAPINE NC(=S)NN=Cc1ncccc1N 5.171339748 5.026799874 5.282891995 5.320604403 5.267575718 5.172298953 5.305338946 5.431148269 5.323612813 5.233952028 5.445428081 5.270999166
OPAKEJZFFCECPN-XQRVVYSFSA-N Verdinexor O=C(C=Cn1cnc(-c2cc(C(F)(F)F)cc(C(F)(F)F)c2)n1)NNc1ccccn1 5.255081892 5.232893594 5.172239684 5.470513399 5.384274402 5.373037201 5.35187656 5.22553759 5.227024172 5.068955162 5.211011866 5.27022232
HWKQYGBAAMKHDY-UHFFFAOYSA-N BW-114 O=C1C=CC(O)(c2cc3ccccc3n2S(=O)(=O)c2ccccc2)C=C1 5.245227098 5.3233229 5.209049596 5.37398002 5.209438151 5.205965385 5.409694057 5.173738189 5.251371184 5.324123306 5.242411164 5.269847368
JHBWYQRKOUBPCA-UHFFFAOYSA-N Frentizol COc1ccc2nc(NC(=O)Nc3ccccc3)sc2c1 5.324794623 5.304662252 5.171254296 5.131177859 5.354813845 5.30523191 5.198403654 5.290206511 5.489464532 5.115346453 5.27848155 5.269439771
RYMZZMVNJRMUDD-HGQWONQESA-N Simvastatin CCC(C)(C)C(=O)OC1CC(C)C=C2C=CC(C)C(CCC3CC(O)CC(=O)O3)C21 5.383019407 5.216857924 5.309913934 5.088278941 5.371969059 5.234224729 5.06683664 5.39446472 5.487370103 5.250222177 5.150493512 5.268513741
AVDSOVJPJZVBTC-UHFFFAOYSA-N SNX-5422 CC1(C)CC(=O)c2c(C(F)(F)F)nn(-c3ccc(C(N)=O)c(NC4CCC(OC(=O)CN)CC4)c3)c2C1 5.368198194 5.154383236 5.404105692 5.453078733 5.224034078 5.33200353 5.398282777 5.181299415 5.127094684 5.160365225 5.148420403 5.268296906
SRPXSILJHWNFMK-MEDUHNTESA-N dasotraline NC1CCC(c2ccc(Cl)c(Cl)c2)c2ccccc21 5.19555758 5.085755086 5.311366786 5.205806176 5.514524519 5.146934505 5.038615879 5.226378846 5.480708216 5.305362196 5.427424247 5.267130367
SRIOCKJKFXAKHK-UHFFFAOYSA-N Daniquidone Nc1ccc2c(c1)CN1C(=O)c3ccccc3C1=N2 5.190089967 5.374067489 5.067413284 5.402334592 5.270327492 5.413459942 5.413394932 5.328857218 5.154959005 5.117653648 5.200182516 5.266612735
LFVVNPBBFUSSHL-UHFFFAOYSA-N ALEXIDINE CCCCC(CC)CN=C(N)NC(N)=NCCCCCCN=C(N)NC(N)=NCC(CC)CCCC 5.0501179 5.274115096 5.327146194 5.367293081 5.296304352 5.130614154 5.188875115 5.29851797 5.147454624 5.366638657 5.485420723 5.266590715
ANUCDXCTICZJRH-UHFFFAOYSA-N Mexazolam CC1COC2(c3ccccc3Cl)c3cc(Cl)ccc3NC(=O)CN12 5.356321047 5.094007382 5.606484413 5.249649078 5.054926122 5.294281661 5.160773189 5.156119779 5.230809671 5.22529697 5.503303523 5.266542985
VSJKWCGYPAHWDS-FQEVSTJZSA-N Camptothecin CCC1(O)C(=O)OCc2c1cc1n(c2=O)Cc2cc3ccccc3nc2-1 5.276259956 5.331432255 5.381090537 5.230728184 5.298104352 5.284809307 5.195773764 5.257315248 5.140566215 5.138001756 5.396513497 5.266417734
SBRXTSOCZITGQG-UHFFFAOYSA-N Crisnatol CC(CO)(CO)NCc1cc2c3ccccc3ccc2c2ccccc12 5.493933973 5.516933526 5.1679087 5.136743244 5.337789395 5.101537832 5.407066227 5.134453205 5.218210921 5.20446144 5.202630999 5.265606315
ZHAGGRWTJXROKV-HJOGWXRNSA-N Triletide COC(=O)C(Cc1cnc[nH]1)NC(=O)C(Cc1ccccc1)NC(=O)C(Cc1ccccc1)NC(C)=O 5.179365498 5.182622281 5.098219471 5.279448106 5.36325791 5.357881761 5.299317194 5.444414113 5.061944963 5.175505418 5.473636996 5.265055792
BYKBUQDQTLDNLE-KBPBESRZSA-N Managlinat dialanetil CCOC(=O)C(C)NP(=O)(NC(C)C(=O)OCC)c1ccc(-c2nc(N)sc2CC(C)C)o1 5.206226442 5.218671165 5.286814625 5.149790379 5.322572846 5.21408439 5.334500588 5.27418674 5.523651403 5.309858014 5.074062794 5.264947217
UQOQENZZLBSFKO-POPPZSFYSA-N PROSTAGLANDIN J2 CCCCCC(O)C=CC1C(=O)C=CC1CC=CCCCC(=O)O 5.442161857 5.336994332 5.070216908 5.094100943 5.150633198 5.2708397 5.245652455 5.497646467 5.162026942 5.291282149 5.337565299 5.263556386
CNTMOLDWXSVYKD-PSRNMDMQSA-N Taltobulin CNC(C(=O)NC(C(=O)N(C)C(C=C(C)C(=O)O)C(C)C)C(C)(C)C)C(C)(C)c1ccccc1 5.290515847 5.221916356 5.290976007 5.042004535 5.337231686 5.3957443 5.266951632 5.228481464 5.481273996 5.139123079 5.197402461 5.262874669
YYCCUFKHCNSRIA-HJWRWDBZSA-N IRISQUINONE CCCCCCC=CCCCCCCCCCC1=CC(=O)C=C(OC)C1=O 5.341699627 5.383197022 5.220281982 5.285283589 5.246898299 5.198789377 5.200230694 5.194826166 5.24021488 5.312570517 5.261387444 5.262307236
DOMWKUIIPQCAJU-LJHIYBGHSA-N 17-Hydroxyprogesterone caproate CCCCCC(=O)OC1(C(C)=O)CCC2C3CCC4=CC(=O)CCC4(C)C3CCC21C 5.366745966 5.103304014 5.070299569 5.176654542 5.23642602 5.49883869 5.374310272 5.178586445 5.369560043 5.334186614 5.171564819 5.261861545
DBOUGBAQLIXZLV-UHFFFAOYSA-N CHLORPROETHAZINE CCN(CC)CCCN1c2ccccc2Sc2ccc(Cl)cc21 5.384402409 5.374728774 5.525139996 5.145199137 5.345004576 5.09794064 5.18902916 5.461486174 5.086405899 5.24793431 5.013395796 5.260969715
GPTXWRGISTZRIO-UHFFFAOYSA-N CHLORQUINALDOL Cc1ccc2c(Cl)cc(Cl)c(O)c2n1 5.10948361 5.513586853 5.424121872 5.183306299 5.32409855 5.193076043 5.280416798 5.276572479 5.131704408 5.103105039 5.330772464 5.26093131
MCMSJVMUSBZUCN-UHFFFAOYSA-N TREQUINSIN COc1cc2c(cc1OC)-c1cc(=Nc3c(C)cc(C)cc3C)n(C)c(=O)n1CC2 5.290282365 5.555057014 5.230319214 5.200494888 5.253317579 5.137655811 5.224849035 5.293960653 5.251967093 5.302660553 5.114220196 5.259525855
HOKDBMAJZXIPGC-UHFFFAOYSA-N Mequitazine c1ccc2c(c1)Sc1ccccc1N2CC1CN2CCC1CC2 5.093569077 5.260056771 5.408639678 5.021365678 5.271950667 5.375610946 5.276330197 5.261663596 5.240057703 5.250108878 5.393555977 5.259355379
NGGMYCMLYOUNGM-CSDLUJIJSA-N FUMAGILLIN COC1C(OC(=O)C=CC=CC=CC=CC(=O)O)CCC2(CO2)C1C1(C)OC1CC=C(C)C 4.969204296 5.195955531 5.260477416 5.284557898 5.296162842 5.332551343 5.295272643 5.080576138 5.333033524 5.32258207 5.475099319 5.258679365
UXAWFWFJXIANHZ-UHFFFAOYSA-N ketocaine CCCC(=O)c1ccccc1OCCN(C(C)C)C(C)C 5.132779016 5.287301689 5.234414271 4.918357298 5.180046227 5.511851715 5.357394502 5.441337693 5.147321911 5.176883767 5.452186684 5.258170434
AAFJXZWCNVJTMK-UHFFFAOYSA-N Dianhydrogalactitol OC(C1CO1)C(O)C1CO1 5.030154726 5.174832726 5.059429622 5.449016846 5.240306207 5.446798677 5.275033799 5.228796327 5.343148044 5.376452966 5.185172986 5.25537663
CYCXZGUVPDRYLG-FQEVSTJZSA-N flusoxolol CC(C)NCC(O)COc1ccc(OCCOCCc2ccc(F)cc2)cc1 5.272613065 5.224729325 5.284273778 5.261878027 5.194933097 5.196852625 5.317493316 5.271935732 5.280943393 5.264243422 5.215709639 5.253236856
QRPSQQUYPMFERG-LFYBBSHMSA-N OXAMFLATIN O=C(C=CC#Cc1cccc(NS(=O)(=O)c2ccccc2)c1)NO 5.310838519 5.227935208 5.45032281 5.000722893 5.247898443 5.320410998 5.01331435 5.272624047 5.104029912 5.411871624 5.411705561 5.251970397
XPEXCFSBFPOSQR-UHFFFAOYSA-N GE 68 CCCNCC(O)c1oc2ccccc2c1CCc1ccccc1 5.205419146 5.09435381 5.231928513 5.31880243 5.408802267 5.28862378 5.23343066 5.25585747 5.151830075 5.433040352 5.127329217 5.249947065
WBSWOKCKZUNHQV-ZETCQYMHSA-N DUAZOMYCIN CC(=O)NC(CCC(=O)C=[N+]=[N-])C(=O)O 5.283146976 5.336375081 5.07835112 5.455424468 5.125544341 5.306583824 5.405771754 5.243572116 5.078748831 5.194880735 5.239155911 5.249777742
MSHZHSPISPJWHW-PVDLLORBSA-N AGM 1470 COC1C(OC(=O)NC(=O)CCl)CCC2(CO2)C1C1(C)OC1CC=C(C)C 5.10933193 5.182858719 5.251637409 5.273124245 5.35080927 5.260090831 5.196707507 5.201029661 5.344048693 5.360788415 5.201766351 5.248381185
WRNKIDLXXXIELU-IEBWSBKVSA-N CY-208-243 CN1Cc2ccccc2C2c3cccc4[nH]cc(c34)CC21 5.352155548 5.124083445 5.488076919 5.148011666 5.192222558 5.125218372 5.174647359 5.121481269 5.253236067 5.455440023 5.28862349 5.247563338
XZWYZXLIPXDOLR-UHFFFAOYSA-N Metformin CN(C)C(=N)N=C(N)N 5.149655655 5.257300633 5.170242677 5.055744261 5.247060676 5.130811518 5.384600277 5.536597303 5.301638138 5.189853563 5.299302615 5.247527938
KTEXNACQROZXEV-PVLRGYAZSA-N PARTHENOLIDE C=C1C(=O)OC2C1CCC(C)=CCCC1(C)OC21 5.316755413 5.194556722 5.261816351 5.039978355 5.243917076 5.083479252 5.267054943 5.212111992 5.439390951 5.408494468 5.243075721 5.246421022
QTRALMGDQMIVFF-UHFFFAOYSA-N ETOFAMIDE CCOCCN(Cc1ccc(Oc2ccc([N+](=O)[O-])cc2)cc1)C(=O)C(Cl)Cl 5.202548047 5.172507618 5.096651206 5.384506363 5.366726389 5.336297336 5.121963328 5.363808294 5.205151622 5.212758096 5.245352477 5.246206434
VHEOUJNDDFHPGJ-UHFFFAOYSA-N FLUACIZINE CCN(CC)CCC(=O)N1c2ccccc2Sc2ccc(C(F)(F)F)cc21 5.239770087 5.284787414 5.393593748 5.311185085 5.307989711 5.201563498 5.024672221 5.204378711 5.278607454 5.177490914 5.28305602 5.246099533
CGTADGCBEXYWNE-JUKNQOCSSA-N Zotarolimus COC1CC2CCC(C)C(O)(O2)C(=O)C(=O)N2CCCCC2C(=O)OC(C(C)CC2CCC(n3cnnn3)C(OC)C2)CC(=O)C(C)C=C(C)C(O)C(OC)C(=O)C(C)CC(C)C=CC=CC=C1C 5.26233389 5.418737334 5.334562794 5.24300843 5.177202495 5.107961743 5.182580141 5.337434532 5.116357691 5.348690873 5.175328508 5.245836221
GPTURHKXTUDRPC-UHFFFAOYSA-N NOXIPTILINE CN(C)CCON=C1c2ccccc2CCc2ccccc21 5.271368312 5.387067887 5.089291275 5.204653709 5.203936478 5.359442886 5.107982318 5.311092202 5.347172979 5.146318576 5.27040416 5.245339162
XDBHURGONHZNJF-UHFFFAOYSA-N Tetomilast CCOc1ccc(-c2nc(-c3cccc(C(=O)O)n3)cs2)cc1OCC 5.238524732 5.405292016 5.178510142 5.107727872 5.166261387 5.321230896 5.311136158 5.22854223 5.154737422 5.24906645 5.333831526 5.244987348
BMQGVNUXMIRLCK-OAGWZNDDSA-N cabazitaxel COC1C(=O)C2(C)C(OC)CC3OCC3(OC(C)=O)C2C(OC(=O)c2ccccc2)C2(O)CC(OC(=O)C(O)C(NC(=O)OC(C)(C)C)c3ccccc3)C(C)=C1C2(C)C 5.117566315 5.201387006 5.269951628 5.356357217 5.608267327 5.256915292 5.266800422 5.11470307 5.142353635 5.131647723 5.217764562 5.243974018
JETQIUPBHQNHNZ-NJBDSQKTSA-N sulbenicillin CC1(C)SC2C(NC(=O)C(c3ccccc3)S(=O)(=O)O)C(=O)N2C1C(=O)O 5.202038521 5.026752436 5.391271423 5.496106842 5.31689032 5.226706299 5.033372323 5.208205101 5.211930698 5.19294112 5.355792872 5.242000723
NZHMAQSCHUSSSJ-UHFFFAOYSA-N PITOFENONE COC(=O)c1ccccc1C(=O)c1ccc(OCCN2CCCCC2)cc1 5.195168983 5.390601365 5.061868109 5.255207111 5.127837291 5.371118664 5.054816595 5.422701286 5.164359997 5.381021459 5.235336054 5.241821538
ALRZZABRVIYCNY-BETUJISGSA-N CP 74667 CN1C2CCC1CN(c1cc3c(cc1F)c(=O)c(C(=O)O)cn3C1CC1)C2 5.380377464 5.183157874 5.029342695 5.349399709 5.166318298 5.057177868 5.193349218 5.42336415 5.394095219 5.292991331 5.133337527 5.236628305
JEYWNNAZDLFBFF-UHFFFAOYSA-N NAFOXIDINE COc1ccc2c(c1)CCC(c1ccccc1)=C2c1ccc(OCCN2CCCC2)cc1 5.457866432 5.074468643 5.342755605 5.245939109 5.397599129 5.254916447 5.180213235 5.213303881 5.204509178 5.034336995 5.193459411 5.236306188
FILYHFFLMZBUSY-UHFFFAOYSA-N AU 8001 CC(=O)Nc1ccc(OC(=O)Cc2ccc(C(=O)c3ccc(C)cc3)n2C)cc1 5.299319998 5.124813585 5.01102365 5.025775097 5.153313008 5.400136132 5.287439576 5.37123297 5.376350945 5.197467239 5.349738058 5.236055478
ODUBEYQKYAQFNS-UHFFFAOYSA-N KF-4939 CC(O)CNC(=O)c1ccccc1SSc1ccccc1C(=O)NCC(C)O 5.152909759 5.249106868 5.188030636 5.253319016 5.205612801 5.24413526 5.184206295 5.183360471 5.421689342 5.146822158 5.36457213 5.235796794
AHBKIEXBQNRDNL-FVCOMRFXSA-N ALGESTONE ACETOPHENIDE CC(=O)C12OC(C)(c3ccccc3)OC1CC1C3CCC4=CC(=O)CCC4(C)C3CCC12C 5.196801106 5.267600836 5.319353329 5.224023065 5.347280112 5.154768127 5.098602111 5.426997864 5.204890041 5.105276075 5.242422839 5.235274137
ACWZRVQXLIRSDF-UHFFFAOYSA-N Binimetinib Cn1cnc2c(F)c(Nc3ccc(Br)cc3F)c(C(=O)NOCCO)cc21 5.143252498 5.204284781 5.224832612 5.032973273 5.143105538 5.354359762 5.081241073 5.40542213 5.300268336 5.416464465 5.274539221 5.234613063
QXRUCDDVUMKOPI-UHFFFAOYSA-N botiacrine CN(C)CCSC(=O)N1c2ccccc2C(C)(C)c2ccccc21 5.150942812 5.335183437 5.022433801 5.118062661 5.325052743 5.127358471 5.27075038 5.311543149 5.243587176 5.186014275 5.489157434 5.234553303
DPSPPJIUMHPXMA-UHFFFAOYSA-N flumequine CC1CCc2cc(F)cc3c(=O)c(C(=O)O)cn1c23 5.197119426 5.324473783 5.046288277 5.049703557 5.419556207 5.23286087 5.115950981 5.249321465 5.422893337 5.177881947 5.339808714 5.23416896
HOKDBMAJZXIPGC-MRXNPFEDSA-N (R)-Mequitazine c1ccc2c(c1)Sc1ccccc1N2CC1CN2CCC1CC2 5.26498677 5.419438003 5.257863467 5.25163138 5.340947392 5.148724333 5.184129438 5.354249706 5.133665742 5.187102974 5.026637023 5.233579657
NCNRHFGMJRPRSK-MDZDMXLPSA-N Belinostat O=C(C=Cc1cccc(S(=O)(=O)Nc2ccccc2)c1)NO 5.324300904 5.273374182 5.112927156 5.237349819 5.518364384 5.296253078 5.279274466 5.076770691 5.040868292 5.346549874 5.052418047 5.232586445
SBEOBYJLAQKTQX-UHFFFAOYSA-N PRAMIVERINE CC(C)NC1CCC(c2ccccc2)(c2ccccc2)CC1 5.288951978 5.219162563 5.417565861 5.220336133 5.188820478 5.113154967 5.316514419 5.283309784 5.265631876 5.095154034 5.136246129 5.231349838
SVGRIJCSKWXOPA-UHFFFAOYSA-N IMD-0560 O=C(Nc1cc(C(F)(F)F)ccc1C(F)(F)F)c1cc(Br)ccc1O 5.13152767 5.105745544 5.151815648 5.241375536 5.332768675 5.208336047 5.227447092 5.110664303 5.396917994 5.372359454 5.265838182 5.231345104
RXTHKWVSXOIHJS-UHFFFAOYSA-N DIAMPROMIDE CCC(=O)N(CC(C)N(C)CCc1ccccc1)c1ccccc1 5.278956915 5.144723507 5.04850775 5.10661449 5.375542416 5.185376076 5.316425481 5.300610568 5.126465269 5.340259028 5.312807153 5.230571696
GBOQUHPYCRYKGV-UHFFFAOYSA-N pinafide O=C1c2cccc3cc([N+](=O)[O-])cc(c23)C(=O)N1CCN1CCCC1 5.145561045 5.263603134 5.108963107 5.384142697 5.29814509 5.225961792 5.218492467 5.285496283 5.117676416 5.23113294 5.256823922 5.230545354
QBSGXIBYUQJHMJ-UHFFFAOYSA-N BROMOSALICYLCHLORANILIDE O=C(Nc1ccc(Cl)cc1)c1cc(Br)ccc1O 5.35391097 5.330926754 5.158563379 5.250931047 5.052992264 5.45550612 5.088435411 5.210283473 5.221561401 5.170796802 5.234648389 5.229868728
HOKDBMAJZXIPGC-INIZCTEOSA-N Levomequitazine c1ccc2c(c1)Sc1ccccc1N2CC1CN2CCC1CC2 5.10333643 5.388449691 5.050339067 5.275589149 5.281151435 5.25131449 5.443570098 5.104825978 5.146026528 5.265188449 5.213442349 5.229384879
VWOIKFDZQQLJBJ-DTQAZKPQSA-N NETICONAZOLE CCCCCOc1ccccc1C(=CSC)n1ccnc1 5.148491691 5.249042705 5.129876846 5.272221058 5.268763939 5.110604772 5.220897559 5.263294762 5.360561447 5.192773036 5.292549064 5.228097898
DNVVZWSVACQWJE-UHFFFAOYSA-N PHENYL AMINOSALICYLATE Nc1ccc(C(=O)Oc2ccccc2)c(O)c1 5.099655305 5.100110166 5.491493288 5.161444 5.157826019 5.256988506 5.076990282 5.323574798 5.305795668 5.171486956 5.346368685 5.226521243
PWHROYKAGRUWDQ-UHFFFAOYSA-N DIFENPIRAMIDE O=C(Cc1ccc(-c2ccccc2)cc1)Nc1ccccn1 5.367526005 5.27480031 5.096333806 5.311880786 5.390968508 5.161174925 5.089449924 5.191291942 5.17150242 5.157099169 5.276692514 5.226247301
REOJLIXKJWXUGB-UHFFFAOYSA-N MOFEBUTAZONE CCCCC1C(=O)NN(c2ccccc2)C1=O 5.476806618 5.26238949 5.280884939 5.280798607 5.091158159 5.101090149 5.209450855 5.278340698 5.08498305 5.137748102 5.260722027 5.224033881
ZEWQUBUPAILYHI-UHFFFAOYSA-N Trifluoperazine CN1CCN(CCCN2c3ccccc3Sc3ccc(C(F)(F)F)cc32)CC1 5.230892956 5.321694573 5.231056018 5.182644391 5.210619255 5.088767178 5.26287199 5.204369007 5.204736597 5.172741467 5.345638388 5.22327562
GSWINTXYUFHJGW-UHFFFAOYSA-N DHP-218 COC(=O)C1=C(C)NC(C)=C(P2(=O)OCCCO2)C1c1ccccc1[N+](=O)[O-] 5.337726228 5.06679443 5.177461396 5.325919475 5.23248831 5.059934655 5.414495112 5.186825721 5.017215678 5.33752695 5.295275742 5.222878518
VGKDLMBJGBXTGI-SJCJKPOMSA-N Sertraline CNC1CCC(c2ccc(Cl)c(Cl)c2)c2ccccc21 5.275468143 5.041965946 4.874915782 5.160599254 5.452379905 4.99546614 5.254661008 5.541891387 5.341499429 5.268556278 5.237098226 5.222227409
RPHLQSHHTJORHI-UHFFFAOYSA-N ADRENOCHROME CN1CC(O)C2=CC(=O)C(=O)C=C21 5.14264666 5.186588337 5.112432853 5.237019574 5.125198729 5.13276428 5.367413938 5.460381004 5.035794531 5.408123478 5.227594771 5.221450741
QNIVIMYXGGFTAK-UHFFFAOYSA-N OCTODRINE CC(C)CCCC(C)N 5.116866987 5.166714379 5.102563353 5.20971977 5.424678748 5.179445 5.302970052 5.426349743 5.090213672 5.218481398 5.179388543 5.219762877
PSWOBQSIXLVPDV-CXUHLZMHSA-N FTIVAZIDE COc1cc(C=NNC(=O)c2ccncc2)ccc1O 5.177403364 5.274439167 5.350400445 5.098006268 5.252590012 5.017098933 5.232067542 5.376943677 5.18196996 5.27414445 5.173725559 5.218980852
RYBJORHCUPVNMB-UHFFFAOYSA-N Dopexamine Oc1ccc(CCNCCCCCCNCCc2ccccc2)cc1O 5.154115466 5.15843074 5.276787031 5.284575957 5.231336167 5.299076068 4.994245096 5.162045254 5.509382924 5.234125388 5.103207296 5.218847944
PXSOHRWMIRDKMP-UHFFFAOYSA-N TRIAZIQUONE O=C1C=C(N2CC2)C(=O)C(N2CC2)=C1N1CC1 5.491363077 5.291045234 5.47182495 5.126663945 5.204270472 5.00268714 5.166234549 5.224184653 5.01638771 5.192681014 5.204872778 5.217474138
SCKXBVLYWLLALY-CZCYGEDCSA-N VLX-1570 C=CC(=O)N1CCC(=Cc2ccc(F)c([N+](=O)[O-])c2)C(=O)C(=Cc2ccc(F)c([N+](=O)[O-])c2)C1 5.184318956 5.216318265 5.336181209 5.10253717 5.323080366 5.19844702 5.375076042 5.139742756 5.158516716 5.300984579 5.053372576 5.217143241
UIWZIDIJCUEOMT-UHFFFAOYSA-N FT-11 C#CCOc1ccc(C=CC(=O)Nc2ccccc2C(=O)O)cc1OC 5.159881685 5.103343707 5.389433344 5.342261077 5.420500906 5.119080022 5.268076519 5.130128153 5.122309512 5.213070999 5.116892598 5.216816229
XOZUGNYVDXMRKW-AATRIKPKSA-N Azodicarbonamide NC(=O)N=NC(N)=O 5.384008633 5.188609867 4.924707396 5.341564675 5.311671494 5.229073391 5.590972372 4.990632442 5.297466894 4.959877672 5.161655864 5.216385518
BTZCSXIUAFVRTE-CHGLIHOBSA-N ONO-5334 CC1CSC(=NNC(=O)C(=O)C(NC(=O)C2CCCCCC2)C2CCOCC2)N1C 5.525698936 5.284450774 5.396301213 4.960636405 5.123829491 5.301258864 5.147090023 5.220803296 5.186962276 5.067701351 5.151599551 5.215121107
WFNAKBGANONZEQ-UHFFFAOYSA-N Chlorcyclizine CN1CCN(C(c2ccccc2)c2ccc(Cl)cc2)CC1 5.090042641 5.12525927 5.442147758 5.169575051 5.111789192 5.298570039 5.148868177 5.308937938 5.235732943 5.333038766 5.084661292 5.213511188
WKLGNFJHVJIZPK-UHFFFAOYSA-N FPL-62064 COc1ccc(Nc2ccn(-c3ccccc3)n2)cc1 5.175591416 5.272691097 5.058974247 5.145111348 5.283180136 5.194421631 5.234180271 5.248061545 5.128595667 5.216363539 5.384425871 5.212872433
DTOSIQBPPRVQHS-PDBXOOCHSA-N alpha-Linolenic acid CCC=CCC=CCC=CCCCCCCCC(=O)O 5.254421218 5.275691182 5.198242277 5.125504628 5.405196871 5.32188513 5.117247659 5.09212579 5.058094602 5.288814776 5.197051477 5.212206874
FCCNSUIJIOOXEZ-SJYYZXOBSA-N Pentosan-polysulfate O=S(=O)(O)OC1C(O)COC(OC2COC(O)C(OS(=O)(=O)O)C2OS(=O)(=O)O)C1OS(=O)(=O)O 5.392735804 5.300316922 5.204433731 5.282071798 5.225270353 5.319265826 5.111696407 5.09383064 5.173519213 5.210750986 5.008211161 5.211100258
AIUJHENHBJHHMY-UHFFFAOYSA-N SA-13353 CCCCCN(CCC12CC3CC(CC(C3)C1)C2)C(=O)NCCCc1ccncc1 5.167251644 5.080806143 5.350196153 5.543204142 4.984604682 5.261761863 4.965213407 5.255937064 5.152747369 5.474531481 5.084183559 5.210948864
DGWUVKLBXCWNTA-UHFFFAOYSA-N Lotrifen Clc1ccc(-c2nc3c4ccccc4ccn3n2)cc1 5.148063588 5.248685421 5.285435021 5.286186833 5.140111919 5.219834338 5.237394028 5.111279056 5.213731512 5.287844439 5.137240207 5.210527851
WIKYUJGCLQQFNW-UHFFFAOYSA-N Prochlorperazine CN1CCN(CCCN2c3ccccc3Sc3ccc(Cl)cc32)CC1 5.17668089 5.073410198 5.312108116 5.422582056 5.522003248 5.327239376 5.060223942 5.23800742 5.125963108 4.90876516 5.135453611 5.209312466
UBQYURCVBFRUQT-UHFFFAOYSA-N Deferoxamine CC(=O)N(O)CCCCCNC(=O)CCC(=O)N(O)CCCCCNC(=O)CCC(=O)N(O)CCCCCN 5.065857495 5.317368251 5.167087882 5.265155551 5.307348473 5.156021057 5.269251729 5.284414238 5.130101498 5.056836157 5.26211343 5.20741416
IDUMOVRJNBNOTR-BIZLIJPVSA-N Nifurzide O=C(NN=CC=Cc1ccc([N+](=O)[O-])o1)c1ccc([N+](=O)[O-])s1 5.111060454 5.227962188 5.352577963 5.095375546 5.267137044 5.294234722 5.242181499 5.139406088 5.372080465 5.10765463 5.067423162 5.207008524
JYVIMETTWDHLFH-UHFFFAOYSA-N UP-5145-52 CC(=O)OCCCCc1cc2cccnc2n(-c2ccccc2)c1=O 5.171081096 5.184415646 5.104223193 5.320670133 5.260967274 5.360076089 5.139588992 5.162199871 5.373411218 4.968452157 5.229639142 5.206793165
RADMJHVVIZTENA-UHFFFAOYSA-N BNC-105 COc1cc(C(=O)c2c(C)oc3c(O)c(OC)ccc23)cc(OC)c1OC 5.098443667 5.159492328 5.216067699 5.344794907 5.190961933 5.325977581 5.195042602 5.290525997 5.155674883 5.238116127 5.052012021 5.206100886
BCEHBSKCWLPMDN-MGPLVRAMSA-N VORICONAZOLE CC(c1ncncc1F)C(O)(Cn1cncn1)c1ccc(F)cc1F 5.225855365 5.253103748 5.104025715 5.462840612 5.062453815 5.318584197 5.162059306 5.125467626 5.052599584 5.271917118 5.222238818 5.205558719
PRXHANOJNVGVGC-UHFFFAOYSA-N ETOCARLIDE CCOc1ccc(NC(=S)Nc2ccc(OCC)cc2)cc1 5.230973689 5.430508408 5.140381557 5.131963854 5.282700581 4.979135833 5.119568311 5.320584225 5.248947417 5.317581327 5.045312385 5.204332508
UCBSXTTUNYWOCC-UHFFFAOYSA-N AZAQUINONE O=C1C(NC2CCCCCCC2)=CC(=O)c2ncccc21 5.157821743 5.352129852 5.149168999 5.368188679 5.270184264 5.171013506 5.285376909 5.199323471 5.053029899 5.145739 5.075117993 5.20246312
PFTAWBLQPZVEMU-DZGCQCFKSA-N Biocatechin Oc1cc(O)c2c(c1)OC(c1ccc(O)c(O)c1)C(O)C2 5.209595311 4.967506694 5.239219966 5.217361049 5.122823115 5.453061226 5.28689382 5.361065949 5.157112744 5.101871739 5.110334943 5.202440596
CZCHIEJNWPNBDE-UHFFFAOYSA-N BENZIODARONE CCc1oc2ccccc2c1C(=O)c1cc(I)c(O)c(I)c1 5.180914594 5.050572908 5.405199705 5.217707879 5.464616054 5.053640232 5.153046099 5.285632671 5.09085083 5.155499017 5.162585293 5.201842298
AQSSMEORRLJZLU-UHFFFAOYSA-N TG-100572 Cc1cc(-c2cc(O)ccc2Cl)cc2nnc(Nc3ccc(OCCN4CCCC4)cc3)nc12 5.127949991 5.099265397 5.474037216 5.433300977 5.172801346 5.093944547 5.109762368 5.208422717 5.200078188 5.061684414 5.217836323 5.19991668
CTPKSRZFJSJGML-UHFFFAOYSA-N MONOSULFIRAM CCN(CC)C(=S)SC(=S)N(CC)CC 5.073999519 5.30987762 5.202342916 5.392192931 5.125510758 4.947835903 5.315842063 5.177185581 5.108466348 5.291807303 5.248651295 5.199428385
WNAQOLSMVPFGTE-UHFFFAOYSA-N CHLORMIDAZOLE Cc1nc2ccccc2n1Cc1ccc(Cl)cc1 5.097672572 5.121195335 5.117066237 5.230063464 5.328103298 5.168808518 5.300127781 5.054774908 5.110711036 5.39084956 5.271274857 5.199149779
PCZOHLXUXFIOCF-BXMDZJJMSA-N Lovastatin CCC(C)C(=O)OC1CC(C)C=C2C=CC(C)C(CCC3CC(O)CC(=O)O3)C21 5.41686235 5.237765459 5.321408588 5.402877876 5.119202098 5.197156347 5.151282009 5.165194154 5.060855047 5.248933883 4.867927131 5.199042268
XRYJULCDUUATMC-CYBMUJFWSA-N CGP-75166 CC(Nc1ncnc2[nH]c(-c3ccc(O)cc3)cc12)c1ccccc1 5.323391592 5.271903306 5.363669059 5.181643804 5.144104025 5.108278405 5.086196038 5.067833835 5.304188459 5.218199633 5.101100032 5.197318926
XFCLJVABOIYOMF-QPLCGJKRSA-N Toremifene CN(C)CCOc1ccc(C(=C(CCCl)c2ccccc2)c2ccccc2)cc1 5.33406238 5.124941703 5.204712627 5.119947621 5.239404891 5.14758195 5.340752202 5.218263757 5.065330266 5.10972086 5.258638697 5.196668814
SRIJFPBZWUFLFD-UHFFFAOYSA-N BEFURALINE O=C(c1cc2ccccc2o1)N1CCN(Cc2ccccc2)CC1 5.119686609 5.25517156 5.165602284 5.081847143 5.236306739 5.416119652 5.219178864 5.181314312 5.203692805 5.246634047 5.03427992 5.19634854
OJSFTALXCYKKFQ-YLJYHZDGSA-N Femoxetine COc1ccc(OCC2CN(C)CCC2c2ccccc2)cc1 5.20034556 5.320070358 5.115992996 5.209730722 5.157986478 5.33591004 5.203141092 5.115554369 5.104148425 5.404976439 4.989855503 5.196155635
BQSJTQLCZDPROO-UHFFFAOYSA-N Febuxostat Cc1nc(-c2ccc(OCC(C)C)c(C#N)c2)sc1C(=O)O 5.110638797 5.160545378 5.503312619 5.231837876 5.118648737 5.089990031 5.302512292 5.284903056 5.039885483 5.121626425 5.166746702 5.193695218
KHOITXIGCFIULA-UHFFFAOYSA-N Bisacodyl CC(=O)Oc1ccc(C(c2ccc(OC(C)=O)cc2)c2ccccn2)cc1 5.281780157 5.393508711 4.85856556 5.350970308 5.184349443 5.222579026 5.02169336 5.25553007 5.033969532 5.356721011 5.116769314 5.188766954
MJFJKKXQDNNUJF-UHFFFAOYSA-N Metixene CN1CCCC(CC2c3ccccc3Sc3ccccc32)C1 5.256633298 5.077234051 5.274394628 5.269555816 5.142050519 5.415846312 5.141736736 5.063076018 5.038977551 5.174825778 5.219900361 5.188566461
QGFORSXNKQLDNO-UHFFFAOYSA-N Erdosteine O=C(O)CSCC(=O)NC1CCSC1=O 5.23637235 5.017384787 5.159028868 4.855401148 5.293472419 5.235584614 5.168662228 5.038394767 5.291215609 5.455677114 5.319995322 5.18828993
AAKJLRGGTJKAMG-UHFFFAOYSA-N Erlotinib C#Cc1cccc(Nc2ncnc3cc(OCCOC)c(OCCOC)cc23)c1 5.125106898 5.04543138 5.180535393 5.213899291 5.061388204 5.169401306 5.402894241 5.238794434 5.179420701 5.224089093 5.227957352 5.188083481
ZJDCGVDEEHWEIG-UHFFFAOYSA-N diclofensine COc1ccc2c(c1)CN(C)CC2c1ccc(Cl)c(Cl)c1 5.145164488 5.1548235 5.051547441 5.245979886 5.409844743 5.181211474 5.095494447 5.135236073 5.313459499 5.153050316 5.170373407 5.186925934
HAWWPSYXSLJRBO-UHFFFAOYSA-N FENDOSAL O=C(O)c1cc(-n2c(-c3ccccc3)cc3c2CCc2ccccc2-3)ccc1O 5.174248883 5.213671641 5.109680803 5.185942953 5.191044927 5.00861698 5.190306328 5.15847723 5.110862327 5.450177068 5.260221774 5.186659174
MDFXJBQEWLCGHP-MFOYZWKCSA-N ACONIAZIDE O=C(O)COc1ccccc1C=NNC(=O)c1ccncc1 5.209493815 5.27130344 5.308031197 5.071331827 5.268997556 5.027003694 5.274671068 5.182902183 5.198805673 4.980347017 5.247895379 5.185525713
GXQCVUZORDAARJ-UHFFFAOYSA-N NS 638 Nc1nc2cc(C(F)(F)F)ccc2n1Cc1ccc(Cl)cc1 5.081306429 5.263572517 5.100636457 5.193145808 5.208314522 5.266514399 5.114775082 5.154198948 5.297519484 5.153649155 5.191151172 5.18407127
GDLIGKIOYRNHDA-UHFFFAOYSA-N Clomipramine CN(C)CCCN1c2ccccc2CCc2ccc(Cl)cc21 5.095960686 5.174667279 5.259836945 5.339495006 5.082428977 5.297144168 5.138042763 5.168956936 5.316401287 4.992255321 5.14820243 5.183035618
QADHLRWLCPCEKT-LOVVWNRFSA-N Androstenediol CC12CCC(O)CC1=CCC1C2CCC2(C)C(O)CCC12 5.093760167 5.242939548 5.214788463 5.118175377 5.050831866 5.0252663 5.229813103 5.160757245 5.177541613 5.204037475 5.481193693 5.181736805
NYKPKXPWOWUPJV-UHFFFAOYSA-N xanoxic acid CC(C)Oc1ccc2oc3ccc(C(=O)O)cc3c(=O)c2c1 5.098629757 5.23097361 5.326208852 5.155458221 5.065002238 5.102299037 5.178994067 5.239040042 5.069002553 5.382537273 5.104158563 5.177482201
RDUHXGIIUDVSHR-UHFFFAOYSA-N BAMETHAN CCCCNCC(O)c1ccc(O)cc1 5.109937736 5.158055363 5.345494062 5.222378304 5.164947159 5.204559008 5.219191854 5.14074505 5.152154995 5.050962985 5.177599381 5.176911445
DKVNAGXPRSYHLB-UHFFFAOYSA-N AMOSCANATE O=[N+]([O-])c1ccc(Nc2ccc(N=C=S)cc2)cc1 5.179610211 5.169201085 5.035891126 4.995722351 5.093627515 5.434611439 4.961867671 5.35637852 5.258786766 5.240574096 5.213960684 5.176384679
NCUCGYYHUFIYNU-UHFFFAOYSA-N Aranidipine COC(=O)C1=C(C)NC(C)=C(C(=O)OCC(C)=O)C1c1ccccc1[N+](=O)[O-] 5.174916431 5.062708292 5.230510414 5.291923418 5.435358335 5.11065785 5.347203904 5.113763788 5.117571238 5.022428068 5.016459762 5.174863773
RFIXURDMUINBMD-UHFFFAOYSA-N BUFENIODE CC(CCc1ccccc1)NC(C)C(O)c1cc(I)c(O)c(I)c1 5.281145095 5.071115615 5.172096148 5.147329422 5.179672838 5.309308839 5.078282494 4.944723336 5.167872135 5.149817391 5.414281887 5.174149564
BXNMTOQRYBFHNZ-UHFFFAOYSA-N Resiquimod CCOCc1nc2c(N)nc3ccccc3c2n1CC(C)(C)O 5.296287669 5.352919571 5.255796977 5.166772457 5.055735052 5.153900527 5.113239709 5.12054583 4.879829313 5.167843484 5.348550377 5.173765542
HFHZKZSRXITVMK-UHFFFAOYSA-N Oxyphenbutazone CCCCC1C(=O)N(c2ccccc2)N(c2ccc(O)cc2)C1=O 5.218663829 5.16314333 5.301960422 5.076554479 5.074518579 5.126640992 5.08435458 5.236897679 5.034028559 5.452641988 5.122229557 5.171966727
KKZJGLLVHKMTCM-UHFFFAOYSA-N Mitoxantrone O=C1c2c(O)ccc(O)c2C(=O)c2c(NCCNCCO)ccc(NCCNCCO)c21 5.259066328 5.140969879 5.254871557 5.277876204 5.210578835 5.213426825 5.205671835 5.06748656 5.354953888 4.936238568 4.961332656 5.171133921
WEEGYLXZBRQIMU-UHFFFAOYSA-N Eucalyptol CC12CCC(CC1)C(C)(C)O2 4.998325364 5.025761631 5.111568889 5.151973347 5.407170303 5.157599573 5.23652833 5.190100711 5.159564351 5.137552081 5.295842943 5.170180684
AAFJXZWCNVJTMK-GUCUJZIJSA-N VAL-083 OC(C1CO1)C(O)C1CO1 5.045117659 5.326556079 5.099987918 5.067996746 4.988660162 5.2513069 5.238973966 5.181578938 5.176302108 5.097993669 5.371768527 5.167840243
UTNUDOFZCWSZMS-YFHOEESVSA-N Teriflunomide CC(O)=C(C#N)C(=O)Nc1ccc(C(F)(F)F)cc1 5.186085305 5.352308566 4.949309181 5.119916265 4.997545138 5.120688377 5.395419521 5.249155962 5.099410594 5.141115034 5.20850847 5.165405674
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IZFHEQBZOYJLPK-UHFFFAOYSA-N DHLA O=C(O)CCCCC(S)CCS 5.260935766 5.320991988 5.292126932 5.137474141 5.115341834 5.100272636 4.826430986 5.21680699 5.093322866 5.304714612 5.142975301 5.164672187
ZPEIMTDSQAKGNT-UHFFFAOYSA-N Chlorpromazine CN(C)CCCN1c2ccccc2Sc2ccc(Cl)cc21 5.191113398 5.352000965 5.03921542 5.215603051 5.312115722 4.977727694 5.013317728 5.15045409 5.254914042 5.050924883 5.227001087 5.162217098
WELIVEBWRWAGOM-UHFFFAOYSA-N beta-Alethine NCCC(=O)NCCSSCCNC(=O)CCN 5.087218776 5.353020515 4.947309548 5.042120448 5.137687558 4.990461622 5.102491608 5.433669372 5.495438184 4.995271573 5.149725258 5.157674042
PURKAOJPTOLRMP-UHFFFAOYSA-N Ivacaftor CC(C)(C)c1cc(C(C)(C)C)c(NC(=O)c2c[nH]c3ccccc3c2=O)cc1O 5.321620018 5.133961546 5.26803943 4.94197196 5.358048612 5.196421693 5.003012683 5.134965017 4.984359583 5.268369065 5.108667358 5.156312451
FVYRUSCZCWSFLT-UHFFFAOYSA-N Fostedil CCOP(=O)(Cc1ccc(-c2nc3ccccc3s2)cc1)OCC 5.24058799 5.248490751 5.104998712 5.139609225 5.337398439 5.256181876 4.912339882 5.041846417 5.165947609 5.099675944 5.144032422 5.153737206
DHZBEENLJMYSHQ-XCVPVQRUSA-N CANTHARIDIN CC12C(=O)OC(=O)C1(C)C1CCC2O1 5.271464506 5.152463223 5.011433101 5.216840761 5.155288625 5.180183862 5.085230222 4.967912837 5.222298272 5.110487163 5.316911071 5.153683059
CYXKNKQEMFBLER-UHFFFAOYSA-N Perhexiline C1CCC(C(CC2CCCCN2)C2CCCCC2)CC1 5.168389039 5.049491635 5.097201737 5.174185317 5.256174095 5.111840227 5.160574842 5.2213537 5.197946522 5.164290489 5.069733635 5.151925567
QNAYBMKLOCPYGJ-REOHCLBHSA-N L-Alanine CC(N)C(=O)O 5.178331101 5.080479815 5.360256638 5.19530132 4.872278857 4.962030496 5.188006171 5.386044461 5.335398066 5.075450501 5.014643985 5.14983831
DWGXUDUOJPYAOR-UHFFFAOYSA-N DITOPHAL CCSC(=O)c1cccc(C(=O)SCC)c1 5.205705679 5.24237142 4.970761223 5.28758814 5.25031797 5.093551682 5.174690498 5.384673323 5.053500035 5.026831663 4.957815461 5.149800645
JXJPYHDHJZJWRI-UHFFFAOYSA-N FENPIPRANE c1ccc(C(CCN2CCCCC2)c2ccccc2)cc1 5.209239298 5.018043754 5.153080783 5.173664079 5.123920444 5.156767002 5.238673998 5.225364161 5.310814996 4.969073999 5.061564021 5.149109685
ZOWQTJXNFTWSCS-IAQYHMDHSA-N eptazocine CN1CCC2(C)CC(Cc3ccc(O)cc32)C1 5.288662997 5.314576689 5.253964977 5.128481278 5.02265119 4.972477081 5.19967883 5.048130728 5.192958499 5.109446591 5.097593908 5.148056615
SRVJKTDHMYAMHA-WUXMJOGZSA-N THIACETAZONE CC(=O)Nc1ccc(C=NNC(N)=S)cc1 5.17197831 4.932403517 5.017534305 5.103343241 5.289190553 5.171018758 5.368261698 5.151356903 5.022295504 5.178386869 5.199610905 5.145943688
CFBUZOUXXHZCFB-UHFFFAOYSA-N CILOMILAST COc1ccc(C2(C#N)CCC(C(=O)O)CC2)cc1OC1CCCC1 5.153972406 4.998855991 5.098229804 5.360352453 4.961192726 5.035845913 5.121135932 5.304118049 5.19190734 5.057622215 5.280155453 5.142126207
WUBBRNOQWQTFEX-UHFFFAOYSA-N 4-Aminosalicylic acid Nc1ccc(C(=O)O)c(O)c1 5.139940518 5.200558299 5.143473346 5.260775771 5.131142345 5.067114689 5.195690725 4.988172412 5.288552051 5.085724133 5.005655879 5.136981833
UEQUQVLFIPOEMF-UHFFFAOYSA-N Mianserin CN1CCN2c3ccccc3Cc3ccccc3C2C1 5.395030401 5.177344423 5.149000498 5.230066097 5.051325384 5.233892085 4.901788842 4.955789602 5.21204216 5.106478448 5.078567213 5.135575014
WAEXFXRVDQXREF-UHFFFAOYSA-N VORINOSTAT O=C(CCCCCCC(=O)Nc1ccccc1)NO 4.980849621 5.062811378 5.009167839 5.568472175 5.243344518 5.265257476 4.899566564 5.172719915 5.129579683 5.116998094 4.971889105 5.129150579
NZHGWWWHIYHZNX-CSKARUKUSA-N Tranilast COc1ccc(C=CC(=O)Nc2ccccc2C(=O)O)cc1OC 5.107598629 5.040685776 5.106114291 5.2981047 4.977199867 5.005695148 5.254090699 5.092952945 5.205903575 5.090467592 5.212525549 5.126485343
OOXQDZTUGOJLHK-ZZEZOPTASA-N FLM-5011 CCCCCCCCCCCC(=NO)c1cc(C)ccc1O 5.172991429 5.041633661 5.029867552 5.177245136 5.215628275 5.172961472 5.024866548 5.292283476 5.17299313 5.064816298 5.023034832 5.126211074
WYWHKKSPHMUBEB-UHFFFAOYSA-N Tioguanine Nc1nc(=S)c2[nH]cnc2[nH]1 5.186084032 5.152195695 5.179922628 4.987164738 5.082598504 5.00670875 5.044471833 5.358187948 4.999107064 5.330257137 5.0595575 5.126023257
CTNQAPPDQTYTHM-UHFFFAOYSA-N NS 1652 O=C(Nc1cccc(C(F)(F)F)c1)Nc1ccccc1C(=O)O 5.100576416 5.055805979 5.062351331 5.190226269 4.953556755 5.115762358 5.12366582 5.17210409 5.129976685 5.088220246 5.389432595 5.12560714
KJEBULYHNRNJTE-DHZHZOJOSA-N Cilnidipine COCCOC(=O)C1=C(C)NC(C)=C(C(=O)OCC=Cc2ccccc2)C1c1cccc([N+](=O)[O-])c1 4.96426615 5.185589851 5.241512649 4.991125246 4.949472935 4.992805377 5.244593387 5.196890991 5.149650542 5.277381437 5.151925723 5.122292208
YIMHGPSYDOGBPI-IQQSWPBXSA-N 11-Keto-beta-boswellic acid CC1CCC2(C)CCC3(C)C(=CC(=O)C4C5(C)CCC(O)C(C)(C(=O)O)C5CCC43C)C2C1C 5.013293097 5.163230939 4.982833193 5.10510477 5.127308259 5.167802931 4.84694573 5.00179898 5.206396324 5.375561405 5.33221941 5.120226822
QTNZYVAMNRDUAD-UHFFFAOYSA-N BUTACETIN CC(=O)Nc1ccc(OC(C)(C)C)cc1 4.963520692 5.352863581 4.976794161 5.157238709 5.169018843 5.053205899 5.161048413 5.099091503 5.240981565 5.00642975 5.113882953 5.117643279
ODUOJXZPIYUATO-UHFFFAOYSA-N Racecadotril CC(=O)SCC(Cc1ccccc1)C(=O)NCC(=O)OCc1ccccc1 5.156555201 5.145061554 4.991109781 5.130983106 5.133295249 5.288132425 5.157183702 5.18179094 5.022209185 5.04073798 5.045239654 5.117481707
GQYIWUVLTXOXAJ-UHFFFAOYSA-N Lomustine O=NN(CCCl)C(=O)NC1CCCCC1 5.134093485 4.944221575 4.929048192 5.000411775 5.205657703 5.234710777 5.228259977 5.034960786 5.188763893 5.185197505 5.204312729 5.117239854
LMBWSYZSUOEYSN-UHFFFAOYSA-N DITIOCARB CCN(CC)C(=S)S 5.102080541 5.150917154 5.129297542 5.042464909 5.147727745 4.978140022 5.061837787 5.194739325 5.363186459 5.128646325 4.983214603 5.116568401
RPWFJAMTCNSJKK-UHFFFAOYSA-N DODECYL GALLATE CCCCCCCCCCCCOC(=O)c1cc(O)c(O)c(O)c1 5.167453593 5.310901174 5.084799081 5.114645634 5.017056632 5.33611224 5.10964567 5.107130924 4.946687982 4.971049742 5.052775651 5.110750757
ACGUYXCXAPNIKK-UHFFFAOYSA-N HEXACHLOROPHENE Oc1c(Cl)cc(Cl)c(Cl)c1Cc1c(O)c(Cl)cc(Cl)c1Cl 4.931653061 5.058339003 5.006490121 5.330428772 5.283029384 5.160508082 4.941521569 5.233801319 5.01410823 5.180240766 5.065514133 5.109603131
HEFNNWSXXWATRW-UHFFFAOYSA-N Ibuprofen CC(C)Cc1ccc(C(C)C(=O)O)cc1 5.197949009 5.206512589 5.102418751 5.048125443 5.338370998 5.025101189 5.150515747 4.994372679 5.096954396 4.916690661 5.028058743 5.100460928
GZUITABIAKMVPG-UHFFFAOYSA-N Raloxifene O=C(c1ccc(OCCN2CCCCC2)cc1)c1c(-c2ccc(O)cc2)sc2cc(O)ccc12 5.174760489 4.839622632 5.261465801 5.172055417 4.966643428 5.148356483 5.167669986 5.162207168 4.956092243 5.085895875 5.148509347 5.098479897
NCKMMSIFQUPKCK-UHFFFAOYSA-N CLOROPHENE Oc1ccc(Cl)cc1Cc1ccccc1 5.229438698 5.057924771 5.112823277 4.9940346 5.067978088 4.989086972 5.204473279 5.107827332 5.230568381 5.096833536 4.97978422 5.097343014
ZGXJTSGNIOSYLO-UHFFFAOYSA-N Aminolevulinic acid NCC(=O)CCC(=O)O 5.367771536 5.082063055 4.790323223 5.352857571 5.1379613 5.10908869 4.972933787 5.107576248 5.037579815 4.940991976 5.169905824 5.097186639
RGTPDNXJDCPXAB-UHFFFAOYSA-N PIRTENIDINE CCCCCCCCN=c1ccn(CCCCCCCC)cc1 5.132296461 5.056256708 5.061264186 4.891978161 5.105747962 4.87798028 5.022691514 5.208656016 5.08821762 5.370473419 5.253231589 5.097163083
IWUCXVSUMQZMFG-RGDLXGNYSA-N ICN-17261 NC(=O)c1ncn(C2OC(CO)C(O)C2O)n1 5.062228233 5.212614501 5.073697393 5.229462873 5.179231663 5.000164188 5.035630721 5.080531746 5.05030821 5.077480717 5.063348381 5.096790784
KPMDCTAAOGEIKO-UHFFFAOYSA-N AZOLIMINE CN1C(=N)N(c2ccccc2)CC1=O 5.267799136 4.969052197 5.06476789 5.122267152 5.161226512 4.942689108 5.048755013 4.983996113 5.18508649 5.154856804 5.13081884 5.093755932
ZCOLJUOHXJRHDI-CMWLGVBASA-N Genistin O=c1c(-c2ccc(O)cc2)coc2cc(OC3OC(CO)C(O)C(O)C3O)cc(O)c12 5.236293274 5.155466782 5.222127477 5.243024922 5.111209225 4.883964794 5.01888308 5.084695692 4.82636407 5.112942181 5.129974826 5.093176938
RGCVKNLCSQQDEP-UHFFFAOYSA-N Perphenazine OCCN1CCN(CCCN2c3ccccc3Sc3ccc(Cl)cc32)CC1 5.277295302 5.061395518 5.055799748 5.033339977 5.081618322 5.227329762 4.920171049 4.939030618 5.107286422 5.001770067 5.307540694 5.092052498
ZISJNXNHJRQYJO-CMDGGOBGSA-N Tapinarof CC(C)c1c(O)cc(C=Cc2ccccc2)cc1O 5.194992942 5.045509832 5.026032867 5.12758423 4.996555722 5.102347327 4.93381749 5.244560575 5.102617095 5.084162237 5.12727178 5.089586554
IWUCXVSUMQZMFG-AFCXAGJDSA-N Ribavirin NC(=O)c1ncn(C2OC(CO)C(O)C2O)n1 5.087533225 4.934917194 5.038467643 5.173988283 5.1035783 5.148099359 5.139051164 5.172320104 4.859999961 5.111879325 5.201636659 5.088315565
CIKWKGFPFXJVGW-UHFFFAOYSA-N ETHACRIDINE CCOc1ccc2nc3cc(N)ccc3c(N)c2c1 4.976201253 5.252013226 5.015206935 5.224631279 4.964022777 5.31899162 5.157897167 4.959230306 4.942876787 5.076132099 5.082656237 5.088169062
NKANXQFJJICGDU-QPLCGJKRSA-N Tamoxifen CCC(=C(c1ccccc1)c1ccc(OCCN(C)C)cc1)c1ccccc1 4.99372556 4.745509856 5.172267971 5.018967627 4.923137723 5.210413445 5.006578851 5.278105696 5.124097199 5.280441479 5.212305854 5.087777387
GABVDWALKPAUEQ-UHFFFAOYSA-M MERCUFENOL CHLORIDE Oc1ccccc1[Hg]Cl 4.980042646 5.057320851 4.901439553 5.194619472 4.922351467 5.264821844 5.056798865 5.040923793 5.244883133 5.069292113 5.20101309 5.084864257
ZJVAVRRLTFVZIP-UHFFFAOYSA-N BROMOFOSFAMIDE O=P1(NCCBr)OCCCN1CCCl 5.258672007 5.233710069 5.053300904 5.071768085 5.294535165 5.170020299 4.982610601 5.065328065 4.919380581 4.871213359 4.993111717 5.083059168
ZGUGWUXLJSTTMA-UHFFFAOYSA-N Promazine CN(C)CCCN1c2ccccc2Sc2ccccc21 5.06278495 5.116104732 4.954177585 5.046765445 5.249957056 4.961723244 5.144183372 5.306591014 5.006877658 4.985203299 5.067563868 5.081993838
PZDPVSFZTKORSP-OAHLLOKOSA-N Anisperimus CC(N)CCNCCCCNC(=O)OCC(=O)NCCCCCCN=C(N)N 4.877187083 5.216551328 5.149970872 4.982415823 5.18235979 5.096591878 5.327483741 4.961181529 5.039278993 4.900847533 5.152766243 5.080603165
KRMDCWKBEZIMAB-UHFFFAOYSA-N Amitriptyline CN(C)CCC=C1c2ccccc2CCc2ccccc21 5.00174952 4.902397369 5.015744643 5.199775991 5.079790108 5.085139745 5.150100451 5.304072671 4.968775338 4.998399212 5.174050537 5.079999599
XCOWUOOCXCXCNS-UHFFFAOYSA-N Fluorapacin Fc1ccc(CSSSCc2ccc(F)cc2)cc1 5.072842238 5.046429093 5.012705798 5.12275508 5.08597292 4.909845272 5.269611693 4.884241807 5.113996573 5.218001244 5.143249447 5.079968288
QFGMXJOBTNZHEL-UHFFFAOYSA-N Isoxepac O=C(O)Cc1ccc2c(c1)C(=O)c1ccccc1CO2 5.172491249 5.11405065 5.026645314 5.099034683 5.006119981 5.125986221 4.925561369 4.926869557 5.007167156 5.349223044 5.081422513 5.075870158
GWWLWDURRGNSRS-UHFFFAOYSA-N MELITRACEN CN(C)CCC=C1c2ccccc2C(C)(C)c2ccccc21 4.949755459 5.289850686 4.99216502 4.973481723 5.134229123 5.155358506 5.128628358 4.92470361 4.942221539 5.140361015 5.194121863 5.074988809
HCIBTBXNLVOFER-UHFFFAOYSA-N Diphenylcyclopropenone O=c1c(-c2ccccc2)c1-c1ccccc1 4.997330377 4.988552887 5.022547338 5.104467194 5.072131507 4.953579549 5.216585344 5.391442491 5.002767078 5.138649998 4.896497597 5.071322851
IFFPICMESYHZPQ-UHFFFAOYSA-N PRENYLAMINE CC(Cc1ccccc1)NCCC(c1ccccc1)c1ccccc1 5.021867851 5.181965933 4.882885597 5.142829496 5.279848536 5.129977654 5.01651435 5.094175538 4.903021274 5.167655091 4.944100578 5.069531082
FEJKLNWAOXSSNR-UHFFFAOYSA-N BENORILATE CC(=O)Nc1ccc(OC(=O)c2ccccc2OC(C)=O)cc1 5.12886846 5.375118587 4.932629885 4.963575264 5.148042622 5.094919035 4.981990023 5.0368235 5.158263998 4.915762688 4.980872129 5.065169654
YOQPCWIXYUNEET-UHFFFAOYSA-N Sivifene O=[N+]([O-])c1ccc(NN=C(c2ccc(O)cc2)c2ccc(O)cc2)c([N+](=O)[O-])c1 4.884735957 5.068633597 5.032290117 5.149534105 4.945977968 5.334957597 5.089675439 5.214836153 4.955665966 5.110084357 4.921461167 5.06435022
VAZAPHZUAVEOMC-UHFFFAOYSA-N Tacedinaline CC(=O)Nc1ccc(C(=O)Nc2ccccc2N)cc1 5.271155568 5.086897379 5.064105821 5.00314452 4.9849775 5.144961832 5.061496012 4.917247926 4.873320762 5.162420455 5.137489391 5.06429247
VLEUZFDZJKSGMX-ONEGZZNKSA-N Pterostilbene COc1cc(C=Cc2ccc(O)cc2)cc(OC)c1 5.213788321 5.039969482 5.209665942 5.026080268 5.007968899 4.968457592 4.86649754 5.037490917 5.03554725 5.100371539 5.135370569 5.058291665
HOBAELRKJCKHQD-QNEBEIHSSA-N Diroleuton CCCCCC=CCC=CCC=CCCCCCCC(=O)O 5.11163753 4.918235276 5.23460694 5.00536257 4.928436184 5.057508144 5.002392304 4.911042875 5.232942028 5.098782233 5.096069597 5.054274153
OCAXFDULERPAJM-UHFFFAOYSA-N CLOBENZTROPINE CN1C2CCC1CC(OC(c1ccccc1)c1ccc(Cl)cc1)C2 4.949675653 4.927364354 5.08483663 5.038593768 5.069502039 4.880288127 5.134242623 5.195492306 4.987608709 5.223558259 5.062412151 5.050324965
ZBJBRUSGEJORQL-UHFFFAOYSA-N DIPHENAN NC(=O)Oc1ccc(Cc2ccccc2)cc1 5.005878617 5.092140557 5.042701793 4.872130087 5.264790738 5.209808698 5.006890407 5.035793129 4.963563393 5.088378363 4.947193947 5.04811543
HTAFVGKAHGNWQO-UHFFFAOYSA-N Droprenilamine CC(CC1CCCCC1)NCCC(c1ccccc1)c1ccccc1 4.835738554 4.898564166 5.024154209 5.093759206 5.32778975 5.115645199 4.848349212 5.18038598 5.023375425 5.100620757 5.039588442 5.044360991
DXDRHHKMWQZJHT-FPYGCLRLSA-N ISOLIQUIRITIGENIN O=C(C=Cc1ccc(O)cc1)c1ccc(O)cc1O 5.1019522 5.148120473 4.880623382 5.101602745 5.2682638 4.938386437 4.961737644 5.00262373 4.927270924 4.997989746 5.157386133 5.044177928
RJMUSRYZPJIFPJ-UHFFFAOYSA-N Niclosamide O=C(Nc1ccc([N+](=O)[O-])cc1Cl)c1cc(Cl)ccc1O 4.904546497 5.097528209 5.215480635 5.019535052 4.893099079 5.064184489 5.145428315 4.962094654 5.086986848 5.206476297 4.882714749 5.043461348
WBLXZPHICYCDGN-UHFFFAOYSA-N Febuprol CCCCOCC(O)COc1ccccc1 5.016072268 4.895542744 5.202880524 5.202106186 4.907355989 4.907917053 5.066146674 4.822955592 5.165270984 5.218722009 5.025902008 5.039170185
XRXDAJYKGWNHTQ-UHFFFAOYSA-N QUIPAZINE c1ccc2nc(N3CCNCC3)ccc2c1 4.913143496 4.993331225 5.044272723 5.060205886 5.000165204 5.350754013 5.150719329 4.862812952 5.054246705 4.843859145 5.113353525 5.035169473
LUKBXSAWLPMMSZ-OWOJBTEDSA-N trans-Resveratrol Oc1ccc(C=Cc2cc(O)cc(O)c2)cc1 4.852058842 4.874264041 5.002283212 5.235757861 5.058338155 5.00927972 4.97068876 5.254722405 5.065493208 4.836377548 5.108277344 5.024321918
JAZBEHYOTPTENJ-JLNKQSITSA-N Icosapent CCC=CCC=CCC=CCC=CCC=CCCCC(=O)O 5.033267538 4.972506746 5.071116213 5.217075263 5.163095341 4.91904782 4.990465942 4.943382666 4.940277673 5.10617196 4.902191191 5.023508941
SGDBTWWWUNNDEQ-LBPRGKRZSA-N Melphalan NC(Cc1ccc(N(CCCl)CCCl)cc1)C(=O)O 4.995365315 4.988525789 4.808021446 4.990912331 5.022423247 5.160731397 5.046049965 4.840839148 5.285466631 5.121824604 4.988811641 5.022633774
HSJFYRYGGKLQBT-UHFFFAOYSA-N GUACETISAL COc1ccccc1OC(=O)c1ccccc1OC(C)=O 5.069239341 4.989907374 4.828561029 4.934125787 5.132683506 4.893065632 4.996510647 4.931414035 5.131452466 5.053498029 5.270873341 5.021030108
PSBAIJVSCTZDDB-UHFFFAOYSA-N PHENYL ACETYLSALICYLATE CC(=O)Oc1ccccc1C(=O)Oc1ccccc1 5.038622988 5.10384633 5.058382228 5.115068911 4.858094075 4.910837213 4.96285524 4.92311302 5.237898549 4.972948215 5.01889991 5.018233334
UIAGMCDKSXEBJQ-UHFFFAOYSA-N Nimodipine COCCOC(=O)C1=C(C)NC(C)=C(C(=O)OC(C)C)C1c1cccc([N+](=O)[O-])c1 5.092015852 4.877812087 5.059632249 4.89917384 5.076471511 4.840314925 4.902316489 5.337752082 4.965790154 4.85840514 5.283994867 5.0176072
WEEYMMXMBFJUAI-UHFFFAOYSA-N fanetizole c1ccc(CCNc2nc(-c3ccccc3)cs2)cc1 5.142395461 4.995221534 5.006562869 4.981454922 5.017689443 5.069257039 5.009917737 4.934466888 4.967361051 5.003038785 5.049292722 5.016059859
IQPNAANSBPBGFQ-UHFFFAOYSA-N Luteolin O=c1cc(-c2ccc(O)c(O)c2)oc2cc(O)cc(O)c12 5.003638892 5.032688692 4.859257428 5.037960284 4.812150805 5.010736903 4.922636384 4.97824351 4.939844099 4.877705499 5.109055575 4.96217437
CBGUOGMQLZIXBE-XGQKBEPLSA-N Clobetasol propionate CCC(=O)OC1(C(=O)CCl)C(C)CC2C3CCC4=CC(=O)C=CC4(C)C3(F)C(O)CC21C 4.757581146 5.092602107 4.891480022 4.820946148 4.928672064 5.168288842 5.141487104 4.906662173 4.917906804 5.01585337 4.937143906 4.961693062
YJGVMLPVUAXIQN-HAEOHBJNSA-N Picropodophyllin COc1cc(C2c3cc4c(cc3C(O)C3COC(=O)C23)OCO4)cc(OC)c1OC 5.102941008 4.932174631 4.797435523 4.90593639 5.029761532 4.856021348 4.749265951 5.268593102 5.010593623 4.860431619 5.037854622 4.959182668
ONJQDTZCDSESIW-UHFFFAOYSA-N POLIDOCANOL CCCCCCCCCCCCOCCOCCOCCOCCOCCOCCOCCOCCOCCO 5.146630076 4.924983568 4.853059024 4.940123934 4.841037627 4.957975861 5.028252988 4.942399892 4.853289893 4.967907312 5.031492463 4.953377512
YJGVMLPVUAXIQN-XVVDYKMHSA-N Podofilox COc1cc(C2c3cc4c(cc3C(O)C3COC(=O)C23)OCO4)cc(OC)c1OC 5.037264025 4.968389748 4.815975614 4.985375963 4.985168198 5.237753835 4.820220846 4.790548087 4.86358353 4.844008213 5.068206676 4.946954067
YEWQCWVEXRSMSB-UHFFFAOYSA-M ACETOMEROCTOL CC(=O)O[Hg]c1cc(C(C)(C)CC(C)(C)C)ccc1O 4.941203959 4.815576391 4.83475321 4.988638308 4.973136174 4.924599371 4.991299901 4.811610133 5.16085716 4.782360779 5.184622037 4.946241584
LLEJIEBFSOEYIV-UHFFFAOYSA-N CHELERYTHRINE COc1ccc2c(c[n+](C)c3c4cc5c(cc4ccc23)OCO5)c1OC 4.971507036 4.955861721 4.869468225 5.01306188 5.113368642 4.715437947 5.080192866 5.060622796 4.906036895 4.870655637 4.723298223 4.934501079
VHOGYURTWQBHIL-UHFFFAOYSA-N Leflunomide Cc1oncc1C(=O)Nc1ccc(C(F)(F)F)cc1 4.737467418 4.868939226 5.128345416 5.060926191 4.692505005 5.045809956 4.80967089 4.930635507 5.089280336 4.868691893 4.949175622 4.925586133
GZTMFRUGZMZCRD-CFBAGHHKSA-N "S-trans-Farnesylthiosalicylamide CC(C)=CCCC(C)=CCCC(C)=CCSc1ccccc1C(N)=O 5.272578709 5.606328838 5.508361685 5.339488471 5.282111868 5.318841872 5.341962272 5.287419486 5.33545081 5.552166555 4.894973688 5.339971296
YBHILYKTIRIUTE-UHFFFAOYSA-N Berberine COc1ccc2cc3[n+](cc2c1OC)CCc1cc2c(cc1-3)OCO2 4.822877101 4.761822657 5.009375399 4.885957927 4.868727886 5.046608445 5.045234901 4.765095878 4.797206155 4.800210121 4.891628188 4.881340423
RHMXXJGYXNZAPX-UHFFFAOYSA-N Emodin Cc1cc(O)c2c(c1)C(=O)c1cc(O)cc(O)c1C2=O 5.064234319 4.930074493 4.893854351 4.947336373 4.848587134 4.810224647 4.708376959 5.108691887 5.000464639 4.592501418 4.722602705 4.875177175
DLGOEMSEDOSKAD-UHFFFAOYSA-N Carmustine O=NN(CCCl)C(=O)NCCCl 4.922346573 4.990260897 4.67116489 5.057673773 4.772144002 4.743362375 4.887463568 5.043427678 4.62471981 4.765908943 5.145812132 4.874934967
HYIMSNHJOBLJNT-UHFFFAOYSA-N Nifedipine COC(=O)C1=C(C)NC(C)=C(C(=O)OC)C1c1ccccc1[N+](=O)[O-] 4.888185655 5.061521889 4.778343526 4.852280226 4.98933409 4.816594474 4.751025106 4.636221796 4.73003784 4.795403228 4.808632566 4.827961854
VYQNWZOUAUKGHI-UHFFFAOYSA-N MONOBENZONE Oc1ccc(OCc2ccccc2)cc1 4.734547523 5.129588376 4.78813039 4.703758779 4.573973276 4.779821429 4.753183725 4.961927314 4.85845546 4.779467759 4.858964549 4.811074416
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