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Supplementary Information 1

Name or Code PAHIV | Apvar Series Smiles
CHEMBL258205 CCR2 1 Training OCC(CICCN(CCI1)C(=0)\C=C\c2cee(ChHe(Cc2)N3CCC(CC3)e
4c[nH]c5cccccd5

CCN(C(C)O)[C@@H]1CC[C@@H]([C@H](CS(=0)(=0)c2cccec

CHEMBL1090893 CCR2 1| Prediction |5 @ HINC(O)odecceleh O NIIFCI0
. [eseleec(ee)S(0)=0)C[C@@HR2CIC@@H](CCIC@@H]2N
CHEMBLA497202 CCR2 1 Training C(=0)CNC(=0)c3ccce(c3)C(F)(F)F)N(C)C
_ |ecoN©)[c@@t] cClc@@HI([C@H](CS(=0)(=0)c2cee(C)
CHEMBL1092678 CCR2 b Training o 2)C1N3CC[C@H]NC(=0)cdecec(cd)C(F)(F)F)C3=0
. |eNC=0)NeIne(es [ C@H](CCN2CCC(CC2)c3ceeec3)C(=O)NC
CHEMBL230281 CCR2 1 Training cAcc(ce(c4)C(F)(F)F)C(F)(F)F
CHEMBL256301 CCR2 1| Prediction Sgg\:gz)ggs)iz ;é‘l’)ccz( [élll){c]gégglcCN(C@)C(CO)C4CCN(CC4)C(
CHEMBLAST 191 cera 1| Training g%(]:gjclc ffﬁiécc 1)C(=0)\C=C\c2¢c(F)ee(F)e2)N3CCC(CC3)che
. CNC(=0)NclInc(cs])[C@H](CCN2CCC3(CC2)C=Cc4ccccc34)C(
CHEMBL389771 CCR2 1 Training —0)NCcSce(ce(c5)C(F)(F)F)C(F)(F)F
. |econN©)[c@@t] cClc@@HI([C@H](CS(=0)(=0)c2ceecc2
CHEMBL1092941 CCR2 b Traiming e N3 CC[C@H]INC(=0)edec(Flec(cd)C(F)(F)F)C3=0
. [CCONO)[C@@H]1CC[C@H](NC(=0)CNC(=0)c2ccee(c2)C(F
CHEMBL1091604 CCR2 1 Prediction )F)F)[C@H](CS(=0)(=0)c3cccee3)Cl
CHEMBLA9S924 cera || Training )CFS)E : ;:cc(CNCZCCN(C)CCZNC(:O)CNC(:O)c3cc(ccc3N)C(F)(F
. |ccoic@H]1CN(C[C@@H]INC(=0)CNC(=0)c2ccec(c2)C(F)(E
CHEMBL1290636 CCR2 1 Training )P [C@Q@H]3CCIC@@H](CC3)checcccs
CHEMBLA03E0 ccra || Training IC\ICc( L (;zgé)[zl(kll:])zc;()(cigcCICN(CC3)C(CO)C4CCN(CC4)C(:O)\C:C\C5
. |CS(=0)(=0)Nel cee2[nH]ee(C3CCN(CC3)C(CO)CACCN(CCA)C(
CHEMBL254772 CCR2 1 Prediction —0)\C=C\c5co(F)o(F)e(F)es)e2c
CHEMBLA0A904 ccra || Training &ccﬁl(g]lc (sjcccljgg)(; :: zt(;(:O)\C:C\c200(F)c(F)c(F)cZ)N3CCC(CC3)
. |ecoN©)[c@@t] cClC@@HI([C@H](CS(=0)(=0)c2ceccc?
CHEMBL1091605 CCR2 b Training e N3 CC[C@H)(NC(=0)cdecee(c4)C(F)(F)F)C3=0
_ |crc@uneNecic@@] 12C=Ce3eccee23) [ C@Q@H4CCIC@@]
CHEMBL226066 CCR2 1 Training (C)(C4)C(=0)NCc5cc(ce(cS)C(F)(F)F)C(F)(F)F
CHEMBL397749 CCR2 1 | Prediction IC\IS‘E):&)FI\)I(C;)‘;C)(SE;(CF()CFCNZCCC(CC2)°3°C°C°3 )C(=O)NCedee(c
CHEMBL229316 CCR2 1| Training S([ﬁ)%?élégg‘%czcc(g;?ﬂgCzcc(cc(cz)C(F)(F)F)C(F)(F)F)°3 os
. |eseleec(ce)S(=0)=0)C[C@@H2CIC@@H](CC[C@@H]2N
CHEMBL502247 CCR2 | Trining | e PPN
. |coNico)ic@@t] 1 CClC@HI(NC(=0)CNC(=0)c2ccee(c2)C(F)(
CHEMBLS502793 CCR2 1 Training F)F)[C@H](CS(=0)(=0)c3cco(SC)ec3)C
- CC(=0O)Nclnc(cs1)[C@H](CCN2CCC3(CC2)C=Cc4cccec34)C(=
CHEMBL397948 CCR2 1 Prediction O)NCe5ce(ce(c3)C(F)(F)F)C(F)(F)F
CHEMBLAY260GS cera || Training | CLC@HIICN(CCIC@@]12C=Ce3eecce23) [C@@HMCCC@@

H](C4)C(=0)NCe5ce(ce(cS)C(F)(F)F)C(F)(F)F
CHEMBL526752 CCR2 1 Training | CScleec(ce])S(=0)(=0)C[C@@H]2C[C@@H](CC[C@@H]2N
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C(=0)CNC(=0)c3ce(cec3N)C(F)(F)F)N(C)C(C)C
CC(O)[C@@]1(CC[C@H](CN2CC[C@@]3(C=Ceacecce34)[C

CHEMBL272369 CCR2 1 Training @@H](C)C2)C(=0)NCe5ce(F)ee(cS)C(F)(F)F
- CC(=0O)NclInc(cs1)C(CCN2CCC3(CC2)C=Cc4cccec34)C(=0O)NC
CHEMBL388487 CCR2 1 Prediction cScc(ce(c3)C(F)(F)F)C(F)(F)F
- CC(=O)NclInc(cs1)[C@H](CCN2CCC(CC2)c3cceec3)C(=0)NCe
CHEMBL397996 CCR2 1 Training 4cc(ce(c4)C(F)(F)F)C(F)(F)F
.. CC(=0)NclInc(cs1)C(CCN2CCC(CC2)c3ccc(F)ec3)C(=0)NCc4c
CHEMBL230790 CCR2 1 Training o(co(cd)C(F)(F)F)C(F)(F)F
. CSclcee(cel)C(=0)NC2CCN(C)CC2NC(=0)CNC(=0)c3cc(cec3
CHEMBL496343 CCR2 1 Training N)C(F)(F)F
CHEMBL402442 CCR2 1 Prediction OCC(CICCN(CC1)C(=0)\C=C\c2ccc(F)c(Br)c2)N3CCC(CC3)c4
c[nH]c5cceec4ds
- CC(=O)Nclcec2[nH]ec(C3CCN(CC3)C(CO)CACCN(CCH)C(=O)\
CHEMBL255302 CCR2 1 Training C=C\cSce(F)e(F)e(F)es)c2cl
. CSclcee(cel)S(=0)(=0)C[C@@H]2C[C@@H](CC[C@@H]2N
CHEMBL502516 CCR2 1 Training C(=0)CNC(=0)c3ccce(c3)C(F)FFNC(C)C
.. CN(C)C(=O)Nc1nc(cs1)C(CCN2CCC(CC2)c3cceee3)C(=0)NCc4
CHEMBLA437552 CCR2 1 Training ce(ce(c4)C(F)(F)F)C(F)(F)F
-y CCO[C@H]ICN(C[C@@H]INC(=0)CNC(=0)c2ccce(c2)C(F)(F
CHEMBL1289203 CCR2 | Prediction JOIC@@HBCC[C@@](0)(CC3)cdcco(C)ec
- CCO[C@H]ICN(C[C@@H]INC(=O)CNC(=0)c2ccce(c2)C(F)(F
CHEMBL 1289083 CCR2 1 Training P C@Q@H]3CCIC@@)(0)(CC3)cdeccocd
. CSclcee(cel)C(=0)NC2CC(CCC2NC(=0O)CNC(=0)c3ccee(c3)C(
CHEMBLS505722 CCR2 1 Training F)(F)F)NC(=0)OCcdcccecd
CHEMBLA481010 CCR2 1 Training CSclcee(CNC2CC(CCC2NC(=0O)CNC(=0)c3ccee(c3)C(F)(F)F)N
(C)C)ccl
- COC(=0)Nclnc(cs1)C(CCN2CCC(CC2)c3ccecc3)C(=0)NCeécec(
CHEMBL387583 CCR2 1 Prediction co(c4)C(F)(F)F)C(F)(F)F
- CSclcee(cel)S(=0)(=0)C[C@@H]2CCCC[C@@H]2NC(=0)CN
CHEMBLA450231 CCR2 b Training 6 0)c3ee(cce3NC(=0)NACCOCCA)C(F)(F)F
- CO[C@@H]1COCC[C@@H]IN[C@@H]2CC[C@](C2)(C(C)C)
CHEMBL1681819 CCR2 1 Training C(=0)N3C[C@@H]4C[C@H]3CN4C(=0)OC(C)(C)C
. CCCO[C@H]ICN(C[C@@H]INC(=0)CNC(=0)c2ccce(c2)C(F)(
CHEMBL1290637 CCR2 | Training F)F)[C@@H]3CCIC@@H](CC3)cdcccccs
. CNC(=0O)NclInc(cs1)C(CCN2CCC(CC2)c3cceec3)C(=0)NCceécc(
CHEMBL230166 CCR2 1 Prediction co(c4)C(F)(F)F)C(F)(F)F
. CC(=0)Nclnc(cs1)C(CCN2CCC(CC2)n3encdcccec34)C(=O)NCce
CHEMBL388486 CCR2 1 Training Sce(ce(c3)C(F)(F)F)C(F)(F)F
. C[C@H]1CN(CCC(C(=O)NCc2cc(cc(c2)C(F)(F)F)C(F)(F)F)c3cs
CHEMBL438304 CCR2 1 Training o(NC(=0)C)n3)CCC14C=CoScccecds
- CO[C@@H]1COCC[C@@H]IN[C@@H]2CC[C@](C2)(C(C)C)
CHEMBL1683074 CCR2 1 Training C(=0)N3CCN(CC3)chec(cend)C(F)(F)F
CHEMBLS521275 CCR2 1 Prediction CN(C)CICCC(NC(=O)CNC(=0)c2ccce(c2)C(F)(F)F)C(C1)NCce3
ccc4[nH]ccc4c3
- CC(O)[C@@]1(CC[C@H](C1)NC2CCOCC2F)C(=O)N3C[C@@
CHEMBL1684712 CCR2 1 Training HJ4C[C@H]3CNAC(=0)0C5CCCCS
CHEMBL1683059 CCR2 1 Training CCOIC@@I(CCIC@HN(CON[C@H2CCOCIC@H]2C)C(=0)

N3CCN(CC3)cdceceece(c4)C(F)(F)F
CHEMBL256629 CCR2 1 Training |Cclccc(CN2CC[C@H](C2)NC(=O)CNC(=0)c3cec(ccc3N)C(F)(F)
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F)c(C)el

.. CO[C@@H]1COCC[C@@H]IN[C@@H]2CC[C@@](CC(F)(F)
CHEMBL1683190 CCR2 1 Prediction F)(C2)C(=0)N3CCN(CC3 )cdeoc(cond)C(F)(F)F

CC(C)[C@@]1(CC[C@H](C1)NC2CCOCC2F)C(=0)N3C[C@@

CHEMBL1684706 CCR2 1 Training HJ4C[C@H]3CN4C(=0)OC(C)C(F)(F)F

. CCCNICCC(NCec2cce(SC)cc2)C(CI)NC(=0)CNC(=0)c3ce(cec3
CHEMBL497788 CCR2 1 Training N)C(F)(F)F

. CCC(=0O)Nc1nc(cs1)C(CCN2CCC(CC2)c3cececc3)C(=0O)NCc4cec(
CHEMBL230684 CCR2 1 Training cc(c4)C(F)(F)F)C(F)(F)F

- COC(=0)Nclnc(cs1)[C@H](CCN2CCC(CC2)c3cccee3)C(=0)NC
CHEMBL397997 CCR2 1 Prediction cAcc(co(c4)C(F)(F)F)C(F)(F)F

. CC(O)[C@@]1(CC[C@H](C1)NC2CCOCC2)C(=O)N3C[C@wH
CHEMBL 1684694 CCR2 1 Training J4C[C@H]3CN4C(=0)0C(C)C(F)(F)F

. CC(CN(O)[C@@H] 1 CC[C@@H]([C@H](CS(=0)(=0)c2cccec2
CHEMBL1092748 CCR2 I | Training 6 N3 CC[C@H]INC(=0)edec(ce(cd)C(F)(F)F)C(F)(F)F)C3=0

. CN[C@@H]1CC[C@H](NC(=0)CNC(=0)c2cccc(c2)C(F)(F)F)[
CHEMBL496630 CCR2 1 Training C@H](CS(=0)(=0)c3cce(SC)ec3)Cl

- CCCNI1CCC(NCc2ccce(SC)ec2)C(C1)NC(=0O)CNC(=0)c3ce(cec3
CHEMBL502513 CCR2 1 Prediction NC(=0)NC)C(F)(F)F
CHEMBLS516224 CCR2 | Training g(SFc)l(cl::«;;()clz\cllc)((é():CO)NCzCCC(CCZNC(:O)CNC(:O)C3cc(ccc3N)

.. CSclcec(cel)S(=0)(=0)C[C@@H]2CCCC[C@@H]2NC(=0)CN
CHEMBLA47937 CCR2 b Training 6 6)c3ee(cccINC(=0)NACCCCAC(F)(F)F
CHEMBL230794 CCR2 1 Training g%%@g;:ﬁﬁ;%ﬁgg N2CCO(CC2)e3eccce3)edeseNC(=
CHEMBL397747 CCR2 1| Prediction gig))ggg11)Cé((g)l\g}:c)(F:O)C(CCNZCCC(CC2)03 cocee3)edesc(NC=

. C[C@H]ICN(CC[C@@H](C2CC2)C(=0)NCc3cc(cc(c3)C(F)(F)
CHEMBLA441856 CCR2 1 Training F)C(F)(F)F)CC[C@@] 14C=CcScecccds
CHEMBL255478 CCR2 | Training OCC(CI1CCN(CC1C(=O)NC=C\c2cc(F)e(F)e(F)c2)N3CCC(CC3)

c4c[nH]cS5cceec4s

CHEMBL257062 CCR2 1 Training Ig;)lézgg‘(’;;FC(zo)NCC(zo)N[C@@H]ZCCN(CC3 coe(Che(N)e3)

L CC(O)[C@@]1(CC[C@H](C1)NC2CCOCC2F)C(=0)N3C[C@@
CHEMBL1684702 CCR2 | Prediction HJ4C[C@H]3CN4C(=0)0C(C)(C)C

.. CCCCNICCC(NC(=0)c2ccc(SC)ec2)C(C1)NC(=0O)CNC(=0)c3c
CHEMBL526859 CCR2 1 Training o(ccc3N)C(F)(F)F
CHEMBL1684713 CCR2 1 Training g%I({:}(cc(;)clgz%\g&[%%@gg]é%[C@H]1CN20(:0)[C@]3 (ccl

. CO[C@@H]1COCC[C@@H]IN(C)[C@@H]2CC[C@](C2)(C(C
CHEMBL1782377 CCR2 1 Training )C)C(=0)N3CCN(CC3)cdec(cend)C(F)(F)F

- CC[C@@H]1COCC[C@@H]IN[C@@H]2CC[C@](C2)(C(C)C)
CHEMBL1683063 CCR2 1 Prediction C(=0)N3CCN(CC3)cdecce(c4)C(F)(F)F

. C[C@H]1CN(CC[C@@]12C=Cc3cccce23)[C@@H]4CC[C@@]
CHEMBL402532 CCR2 I | Training 5o co[Cc@H]S0Cc6ec(F)ec(c6)C(F)(F)F)C4

.. CC(O)[C@@]1(CC[C@@H](C1)NC2CCOCC2)C(=0)NCc3cc(cc
CHEMBL495368 CCR2 1 Training (¢3)C(F)(F)F)C(F)(F)F
CHEMBLA481009 CCR2 | Training CScleee(cel)C(=O)NC2CC(N)CCC2NC(=0)CNC(=0)c3ce(cec3

N)C(F)(F)F
CHEMBL 1684683 CCR2 1 | Prediction |CC(C)[C@@]1(CC[C@H](C1)NC2CCOCC2)C(=0)N3C[C@@H
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J4C[C@H]3CN4C(=0)0C(C)(C)C
OC(=0)C(C1CCN(CC1)C(=0)\C=C\c2cc(F)e(F)e(F)c2)NICCC(

CHEMBL391459 CCR2 1 Training CC3)cde[nH]c5cccccdS
. CCO[C@H]ICN(C[C@@H]INC(=O)CNC(=0)c2cccc(c2)C(F)(F
CHEMBL1289316 CCR2 1 Training )PC@@HBCCIC@@](0)(CC3)cdcceS0COCScA
- CSclcee(cel)C(=O)N[C@@H]2CCCC[C@@H]2NC(=O)CNC(=
CHEMBL273083 CCR2 1 Training 0)c3ce(cce3NC(=0)NC(C)C)C(F)(F)F
.. CC(=0)Nclnc(cs1)C(CCN2CCC(CC2)c3ccccc3)C(=0)NCc4ce(c
CHEMBL389888 CCR2 1 Prediction o(c4)C(F)(F)F)C(F)(F)F
CHEMBL270435 CCR2 1 Training COclcee(CN2CC[C@H](C2)NC(=0)CNC(=0)c3cc(ccc3N)C(F)(
F)F)ccIN
- CC(O[C@]I(CC[C@@H](C1)NC2CCOCC2C(F)(F)F)C(=O)NC
CHEMBLA492569 CCR2 1 Training c3cc(ce(c3)C(F)(F)F)C(F)(F)F
- CCCICOCCCIN[C@H]2CC[C@](C2)(C(C)C)C(=O)NCec3cc(ec(
CHEMBL522688 CCR2 1 Training ¢3)C(F)(F)F)C(F)(F)F
-y CO[C@@H]1COCC[C@@H]IN[C@@H]2CC[C@](C2)(C(C)C)
CHEMBL1683067 CCR2 1 Prediction C(=0)N3CCN(CC3)cdecco(cd)C(F)(F)F
. CNC(=O)Nclnc(cs)[C@@H](CCN2CCC3(CC2)C=Cc4ccccc34)
CHEMBL388868 CCR2 1 Training C(=0)NCScc(ce(c3)C(F)(F)F)C(F)(F)F
. CSclcee(cel)S(=0)(=0)C[C@@H]2CCCC[C@@H]2NC(=0)CN
CHEMBL499467 CCR2 1 Training C(=0)c3cc(ccc3NC(=0)NACCCA)C(F)(F)F
- COclcee2[nH]ec(C3CCN(CC3)C(CO)CACCN(CCH)C(=O)\C=C\c
CHEMBL255499 CCR2 1 Training Sco(F)e(F)e(F)es)c2e]
CHEMBL257173 CCR2 1 Prediction OCC(CICCN(CC1)C(=0O)\C=C\c2cce(F)c(F)c2)N3CCC(CC3)c4c
[nH]c5cccecds
CHEMBL271725 CCR2 1 Training (Fj)cclcclc}fl(CNZCC[C@H](C2)NC(=O)CNC(=O)C3cc(ccc3N)C(F)(F)
. CCCNI1CCC(NCc2cce(SC)cc2)C(C1NC(=0O)CNC(=0)c3ce(N)ce
CHEMBL496959 CCR2 1 Training (c3)C(F)(F)F
- CCCNICCC(NC(=0)c2cec(SC)ec2)C(CNC(=0)CNC(=0)c3cc(
CHEMBL496344 CCR2 | Training N)co(e3)C(F)(F)F
CHEMBLA497577 CCR2 1 Prediction Scslc 1ccc(CNC2CCNCC2NC(=0O)CNC(=0)c3ce(ccc3N)C(F)(F)F)
- CC(=0)Nclnc(cs1)[C@@H](CCN2CCC3(CC2)C=Cc4cccec34)C
CHEMBL388867 CCR2 | Training (=0)NCe5ce(co(c3)C(F)(F)F)C(F)(F)F
- CCN(CC)C(=0O)Nclcee(ec1C(=0)NCC(=O)N[C@H]2CCCC[C@
CHEMBLA452509 CCR2 1 Training H]2CS(=0)(=0)c3cec(SC)ee3)C(F)(F)F
. COclcee2[nH]ec(C3CCN(CC3)C(CO)CACCN(CCH)C(=O)\C=C\c
CHEMBL257628 CCR2 1 Training Scee(Che(Cl)es)e2el
-y CC(O)[C@@]1(CC[C@@H](C1)NC2C(C)COCC2C)C(=O)NCc3
CHEMBLA495151 CCR2 1 Prediction co(ce(c3)C(F)(F)F)C(F)(F)F
. Nclnc(cs1)C(CCN2CCC3(CC2)C=Cc4ccececc34)C(=0)NCce5ce(cc(
CHEMBL396517 CCR2 1 Training ¢5)C(F)(F)F)C(F)(F)F
- CC(O)[C@@]1(CC[C@H](C1)NC2C3CCCC2COC3)C(=0)N4C
CHEMBL1782376 CCR2 | Training CN(CC4)c5ce(cens)C(F)(F)F
- CC(C)C(=0O)NcInc(cs1)C(CCN2CCC(CC2)c3ceece3)C(=0)NCc4
CHEMBL395721 CCR2 1 Training ce(ce(c4)C(F)(F)F)C(F)(F)F
CHEMBL 1290412 CCR2 1 Prediction O[C@H]1CN(C[C@@H]INC(=0)CNC(=0)c2ccee(c2)C(F)(F)F)[

C@@H]3CC[C@@H](CC3)cdcccccd
CHEMBL226017 CCR2 1 Training  |FC(F)(F)clcc(CNC(=0)[C@H]2CC[C@H](C2)N3CCC4(CC3)C=
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Cc5cceecdS)ee(cl)C(F)(F)F
CN(C)CICCC(NC(=0)CNC(=0)c2ccec(c2)C(F)(F)F)C(C1)NCe3

CHEMBL480621 CCR2 1 Training cce(NC(=0)C)ee3
.. CCCCICOCCCIN[C@H]2CC[C@](C2)(C(C)C)C(=O)NCc3cc(c
CHEMBLA494540 CCR2 1 Training o(c3)C(F)(F)F)C(F)(F)F
CHEMBL526091 CCR2 1 Prediction CCCCNICCC(NCc2cce(SC)ec2)C(C1)NC(=O)CNC(=0)c3cc(cce
3N)C(F)(F)F
CHEMBL380258 CCR2 1 Training CN(C)CCCN(C)[C@H](C(=O)NCclcc(ce(c)C(F)(F)F)C(F)(F)F)
c2cccec2
.. CSclcee(cel)S(=0)(=0)C[C@@H]2CCCC[C@@H]2NC(=0)CN
CHEMBLS502795 CCR2 1 Training C(=0)c3ce(cce3NC(=0)N(C)C)C(F)(F)F
- CO[C@@H]1COCC[C@@H]IN[C@@H]2CC[C@](C2)(C(C)C)
CHEMBL1782572 CCR2 1 Training C(=0)N3CCN(CC3)cdec(cnnd)C(F)(F)F
. CSclcee(cel)S(=0)(=0)C[C@@H]2C[C@@H](CC[C@@H]2N
CHEMBLA51340 CCR2 I Prediction |- ) -NC(=0)e3ccee(e3)C(F)(F)F)NCedeccced
. CO[C@@H]1COCC[C@@H]IN[C@@H]2CC[C@](C2)(C(C)C)
CHEMBL1684700 CCR2 1 Training C(=0)N3C[C@@H4C[C@H]3CN4C(=0)C5CCCCS
.. CCCNI1CCC(NCc2ccce(SC)ec2)C(C1)NC(=0O)CNC(=0)c3ce(cec3
CHEMBLA449672 CCR2 1 Training NC(=0)N4CCCC4)C(F)(F)F
. CO[C@@H]1COCC[C@@H]IN[C@@H]2CC[C@](C2)(C(C)C)
CHEMBL1782573 CCR2 | Training C(=0)N3CCN(CC3)cdnce(s4)C(F)(F)F
- C[C@H]1CN(CC[C@H](CC2CC2)C(=0O)NCc3cc(cc(c3)C(F)(F)F
CHEMBL215020 CCR2 1 Prediction )C(F)(F)F)CC[C@@] 14C=CoScccecds
CHEMBL257385 CCR2 1 Training OCC(CICCN(CCI1)C(=0)\C=C\c2ccee(Br)c2)N3CCC(CC3)cdce[n
H]c5cccec4s
. NS(=0)(=0)clcec(ccl)C(=O)N[C@@H]2CCCC[C@@H]2NC(=
CHEMBL271828 CCR2 I | Training o) N C=0)e3ee(cce NC(=0)CACCCCCA)C(F)(F)F
CHEMBLA438353 CCR2 1 Training OCC(CICCN(CC1)C(=0O)Nc2cee(Cl)e(Cl)e2)N3CCC(CC3)c4c[n
H]c5cceeec45
-y Nclne(cs1)C(CCN2CCC(CC2)ce3cce(F)ee3)C(=0)NCc4cec(cce(c4)
CHEMBL230727 CCR2 1 Prediction C(F)(F)F)C(F)(F)F
.. CCCICOCC[C@@H]IN[C@@H]2CC[C@](C2)(C(C)C)C(=O)N
CHEMBL1782578 CCR2 1 Training 3CCN(CC3)cdec(cend)C(F)(F)F
CHEMBLA481202 CCR2 1 Training CN(C)CICCC(NC(=O)CNC(=0)c2ccee(c2)C(F)(F)F)C(C1)NCce3
ccc(C)ec3
CHEMBL209411 CCR2 1 Training g\clg(c?gC\C=N\[C@H](C(=O)NCc Lee(ee(c1)C(F)(F)F)C(F)(F)F)c
- OCC(CICCN(CC1)C(=0O)Nc2cee(Cl)e(Cl)e2)N3CCC(CC3)c4c[n
CHEMBL403581 CCR2 1 Prediction H]cScoe(ccdS)C(=0)0
. COclceec2e(c[nH]c12)C3CCN(CC3)C(CO)CACCN(CCA)C(=0)\
CHEMBL255500 CCR2 1 Training C=C\cSce(F)e(F)e(F)c5
CHEMBL403250 CCR2 1 Training OCC(CICCN(CC1)C(=0)\C=C\c2ccee(c2)C(F)(F)F)N3CCC(CC3
)cdc[nH]c5cceecd5
- OC[C@@H](C1CCN(CC1)C(=0)\C=C\c2cc(F)c(F)c(F)c2)N3CC
CHEMBL257768 CCR2 | Training C(CC3)che[nH]cScecocds
Aceclofenac CCR2 -1 Prediction |Clc2cccc(Cl)e2Nelceecc1 CC(=0)OCC(=0)0
Acetaminophen CCR2 -1 Training |Oclccc(NC(C)=0)ccl
Acetazolamide CCR2 -1 Training |O=S(N)(=0)clnnc(NC(C)=0)s1

Acetophenazine CCR2 -1 Training |CC(=0)c2cc3N(CCCNICCN(CCO)CCl)cdcccccdSc3cec2
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Amantadine
Ambenonium

Amineptine
Amiodarone
Anmitriptyline
Aprobarbital
Artane
Aspirin
Atenolol
Atropine

Baclofen

Beclomethasone

Benzonatate
Biperiden
Bromocriptine
Buclizine

Budesonide

Buprenorphine

Caffeine
Cantil
Carbachol
Carbamazepine
Carisoprodol

Carvedilol
Cefoperazone

Chloral hydrate
Chlordiazepoxide
Chlorpropamide
Chlorthalidone
Clidinium
Clobazam

Clofazimine

Clomipramine

Clonidine

Codeine

Colchicine

CCR2

CCR2

CCR2
CCR2
CCR2
CCR2
CCR2
CCR2
CCR2
CCR2
CCR2

CCR2

CCR2

CCR2

CCR2

CCR2

CCR2

CCR2

CCR2
CCR2
CCR2
CCR2
CCR2
CCR2

CCR2

CCR2
CCR2
CCR2
CCR2
CCR2
CCR2

CCR2

CCR2
CCR2

CCR2

CCR2

Prediction
Training

Training
Training
Prediction
Training
Training
Training
Prediction
Training

Training

Training

Prediction
Training
Training
Training

Prediction

Training

Training
Training
Prediction
Training
Training

Training
Prediction

Training
Training
Training
Prediction
Training

Training
Training

Prediction

Training

Training

Training

NC13CC2CC(CC(C1)C2)C3

Clc2ceccc2C[N+](CC)(CC)CCNC(=0)C(=O)NCC[N+](Cclcceee
1Cl)(CC)CC

0=C(O)CCCCCCNC2c3cccec3CCcelecccecl2
CCN(CC)CCOclc(D)ee(ccI)C(=0)c2c3cceecc30c2CCCC
CN(C)CC\C=C1\c3cccee3CCe2cececcl2
O=CINC(=O)NC(=0)C1(CC=C)C(C)C
OC(CCNICCCCCT)(c2cceec2)C3CCCCC3
0=C(C)Oclcccec1C(=0)0
CC(C)NCC(0)COclcee(cel)CC(N)=0
CN3CICCC3C[C@@H](C1)OC(=0)C(CO)c2cccec2
Clclcee(cel)C(CN)CC(=0)O
OCC(=0)[C@@]4(0)[Ca@@H](C)CC3C2CCCI=CC(=0)C=C[C
@I(O[C@@]2(CH[C@@H](0)C[C@@]34C

0=C(0OCCOCCOCCOCCOCCOCCOCCOCCOCCOC)c]cec(NC
CCC)eel

OC(CCNICCCCCI)(c2ccece2)C4CC3C=CC4C3

Bre3nc2ccec] C4=C[C@H](CN(C)C4Ce3c12)C(=0)N[C@@]7(O
[C@]6(0)N([C@@H](CC(C)C)C(=0)N5CCCC56)CT=0)C(C)C

CC(C)(C)cleee(ee1)CN2CCN(CC2)C(e3cce(Cl)ee3)cdcccecd

0CC(=0)[C@@]530C(0[C@@H]5CC2C1CCC4=CC(=0)C=C[
C@]4(C)C1[C@@H](0)C[C@@]23C)CCC

CC(C)(C)C(C)(0)[C@H]1C[C@]75CCIC@]1(0C)[C@@H]20c4
¢(0)ccc3C[C@H]7IN@](CC[C@]25¢34)CC6CC6

O=C2c1n(C)cncIN(C)C(=0)N2C
O=C(OCICCC[N+](C)(C)C1)C(O)(c2cceec2)c3eccece3
C[N+](C)(C)CCOC(=O)N
NC(=0O)N2c3cccee3C=Cclceececl2
O=C(NC(C)C)OCC(C)(COC(=O)N)CCC
COc4cccccdOCCNCC(0)COc2cecec3nclecceclc23

0=C1C(=0)N(CC)CCN1C(=0)N[C@H](c2cec(0)cc2)C(=0)N[C
@@H]5C(=0)N4C5SCC(CSc3nnnn3C)=C4C(=0)0

CIC(CI)(CDHC(0)O
Clclecc2N=C(C[N+]([O-])=C(c2c1)c3cccecc3)NC
O=S(=0)(NC(=O)NCCC)clcce(Cl)ccl
NS(=0)(=0)clcc(ccclCl)C3(O)NC(=0)c2ceccc23
OC(clceeecel)(c2cceec2)C(=0)OC4C[N+]3(C)CCC4CC3
Cleleec2e(c1)N(C(=0)CC(=0)N2C)c3cceec3

Clelcec(ccl)NC3=CC4=Nc2cccce2N(C4=C\C3=N\C(C)C)c5cce(
Cl)cee5

CN(C)CCCN2c3cccee3CCelece(Cl)ecl2
Clc2ceec(Cl)e2\N=C1/NCCNI1
COclcec2C[C@H]5IN@@](C)CC[C@@]43C5C=C[C@H](O)[C
@@H]40c1c23
CC(=O)N[C@H]2CCc3cc(OC)c(0OC)c(0OC)ec3C1=CC=C(OC)C(=
0)C=C12
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Cyclizine

Cyclosporin

Dextropropoxyphene

Diazepam
Diflucortolone

Dimercaprol

Diphenhydramine

Diphenidol
Dobutamine
Dofetilide
Domperidone

Dopamine
Doxazosin

Doxepin

Dronabinol
Droxicam
Entacapone

Epinephrine

Eprosartan
Ergotamine

Ethosuximide

Fentanyl
Fexofenadine

Flecainide

Flunarizine
Flunisolide

Fluoxetine
Fluvoxamine

Gabapentin
Gestodene

Glutethimide
Glycopyrrolate
Guanadrel
Halofantrine
Haloperidol
Halothane

CCR2

CCR2

CCR2
CCR2

CCR2

CCR2
CCR2
CCR2
CCR2
CCR2
CCR2
CCR2

CCR2

CCR2
CCR2

CCR2

CCR2
CCR2
CCR2

CCR2

CCR2
CCR2

CCR2

CCR2
CCR2

CCR2

CCR2
CCR2
CCR2

CCR2

CCR2
CCR2
CCR2
CCR2
CCR2
CCR2

Prediction

Training

Training

Training
Prediction

Training
Training
Training
Prediction
Training
Training

Training
Prediction

Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training

Training

CNICCN(CCI1)C(c2cccee2)c3ceccc3

CC(C\C=C\C)C(0)C1C(=0)NC(CC)C(=0)N(C)CC(=0)N(C)C(C
C(C)C)C(=0)NC(C(=0)N(C)C(CC(C)C)C(=0)NC(C)C(=0)NC(
C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(C(
C)C)C(=0)N1C)C(C)C

CN(C)CC(C)C(OC(=0)CC)(Cclcceeel )e2eccec2
Clclcee2e(c1)C(=NCC(=0)N2C)c3cccec3
OCC(=0)[C@HJ4[C@H](C)CC3C2C[C@H](F)C1=CC(=0)C=C[
C@N(O[C@@2(F[C@@H](O)C[C@@]34C

OCC(S)CS

CN(C)CCOC(clceeeel)c2ecccec2
OC(CCCNI1CCCCCI)(c2cceec2)c3cceec3
Oc2ccc(CCNC(C)CCceleee(O)eel)ec20
CS(=0)(=0)Nclcce(cel)CCN(C)CCOc2cecc(cc2)NS(C)(=0)=0
Clc4ceSNC(=O)N(C3CCN(CCCNI1c2cecccc2NC1=0)CC3)c5cc4
Oclcec(CCN)eclO

COclce2ne(ne(N)ec2cc1OC)N3CCN(CC3)C(=0)C4COc5cccec50
4

CN(C)CC\C=C1/c3cceee30Cc2eccec12
CCCCCc3cc20C(C)(C)CICCC(C)=CC1c2¢c(0)c3

0=C(N2C3=NC=CC=C3)C(N1C)=C(OC2=0)C(C=CC=C4)=C4S
1(=0)=0

Oc1cc(\C=C(/C#N)C(=O)N(CC)CC)cc([N+]([O-])=0)c10
Oclcec(ccl10)[C@@H](O)CNC
OC(=0)C(/Cclcces])=C/c3enc(CCCCN3Cc2ccc(cc2)C(=0)0

CN2C[C@@H](C=C1c3ceccdncc(CC12)c34)C(=0)N[C@]8(C)O
[C@]7(0)N([C@@H](CcScecees)C(=0)N6CCCC67)C8=0

CCI(CC)CC(=0O)NC1=0
CCC(=O)N(C2CCN(CCclcceeel)CC2)c3cccec3

O=C(0)C(C)(C)clcee(cc1)C(O)CCCN2CCC(CC2)C(0)(c3cceee3
)cdceccecd

FC(F)(F)COc2cc(C(=0)NCCICCCCN1)c(OCC(F)(F)F)cc2
Fcleece(eel)C(c2ecc(F)ecc2)N3CCN(CC3)C/C=C/c4cceecd

0CC(=0)[C@@]540C(C)(C)O[C@@H]SCC3IC2C[C@H](F)Cl=
CC(=0)C=C[C@]1(C)C2[C@@H](0)C[C@@]34C

FC(F)(F)c2ccc(OC(CCNC)clccceel)ec2
FC(F)(F)clece(ccl)COCCCCOC)=N\OCCN
NCC1(CC(=0)O)CCCCC1

0=C2CCC3CACCIC@@]1(CC)C(C=C[C@@]1(O)CHC)CACCC3
=C2

CCC1(CCC(=0O)NC1=0)c2cccee2
C[N+]3(C)CCC(OC(=0)C(O)(clceeec1)C2CCCC2)C3
N=C(N)NCC2COC1(CCCCC1)02
CCCCN(CCCO)CCC(O)c2ecle(Chee(Cleelc3ec(ecc23)C(F)(F)F
Fclcee(cel)C(=0)CCCN2CCC(0O)(CC2)c3ccc(Clyec3
BrC(Cl)C(F)(F)F
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Hydromorphone CCR2 -1 Prediction
Hydroxyzine CCR2 -1 Training
Indapamide CCR2 -1 Training
Indomethacin CCR2 -1 Training
Isoetharine CCR2 -1 Prediction
Isoproterenol CCR2 -1 Training
Isosorbide CCR2 -1 Training
Ketamine CCR2 -1 Training
Labetalol CCR2 -1 Prediction
Lacidipine CCR2 -1 Training
Lamotrigine CCR2 -1 Training
Leuprorelin CCR2 -1 Training
Levodopa CCR2 -1 Prediction
Lidocaine CCR2 -1 Training
Loratadine CCR2 -1 Training
Maprotiline CCR2 -1 Training
Meclizine CCR2 -1 Prediction
Medroxyprogesterone CCR2 -1 Training
Melfalan CCR2 -1 Training
Meprobamate CCR2 -1 Training
Methamphetamine CCR2 -1 Prediction
Methantheline CCR2 -1 Training
Methocarbamol CCR2 -1 Training
Methoxyflurane CCR2 -1 Training
Methscopolamine CCR2 -1 Prediction
Methylphenidate CCR2 -1 Training
Methysergide CCR2 -1 Training
Metoclopramide CCR2 -1 Training
Midodrine CCR2 -1 Prediction
Mirtazapine CCR2 -1 Training
Modafinil CCR2 -1 Training
Montelukast CCR2 -1 Training
Moricizine CCR2 -1 Prediction
Morphine CCR2 -1 Training
Nalmefene CCR2 -1 Training
Neostigmine CCR2 -1 Training

0=C1CCC3[C@H]2Cc5ccc(0)c40[C@@H] 1 [C@]3(CCIN@@]2
C)cds

Clclceec(ec1)C(c2eeccc2)N3ICCN(CC3)CCOCCO
NS(=0)(=0)clcc(cccl1 CI)C(=0)NN2c3ceeec3CC2C
Clclcee(ccl)C(=0)n3c2cecec(cc2e(CC(=0)0)c3C)0C
Oclcee(cc10)C(O)C(CC)NC(O)C
Oclcee(cc10)C(O)CNC(C)C
[O-][N+](=0)O[C@H]2COC1C20CCI1O[N+]([O-)=0
CNC1(CCCCC1=0)c2ccecc2Cl
O=C(N)clcc(cec10)C(O)CNC(C)CCc2cceec?2

CC(N2)=C(C(OCC)=0)C(C(C(OCC)=0)=C2C)C(C=CC=C1)=Cl
/C=C/C(OC(C)(C)C)=0

Clelcece(c1Cle2nne(N)ne2N

O=C(NCO)[C@@H]6CCCN6C(=0)C(N)CCCNC(=N)NC(=0)C(
CC(C)C)NC(=0)[C@@H](CC(C)C)NC(=0)C(Cclecce(O)ccl)NC
(=O)C(CO)NC(=0)C(Cc3cnc2ccecc23)NC(=0)C(Cedencend)NC(
=0)C5CCC(=0)N5

Oclcec(C[C@H](N)C(=0)O)ccl10

O=C(Nclc(C)ccccl C)CN(CO)CC

Clc3cc4CCceleeenc1 C(=C2/CCN(CC2)C(=0)OCC)\c4cc3
CNCCCC24CCC(clceeecl2)c3cccec34
Ccleeec(c1)CN2CCN(CC2)C(c3cec(Cl)ece3)cdeccecd

CC(=0)[C@@]2(0)CCC1C3C[C@H](C)C4=CC(=0)CC[C@]4(
C)C3CC[C@@]12C

O=C(O)[C@@H](N)Cclcce(cc)N(CCCIHCCCI
O=C(N)OCC(C)(COC(=O)N)CCC

C[C@H](NC)Cclceceel
CCIN+](C)(CC)CCOC(=0)C1c3cceec30c2cecccec12
NC(=0)OCC(0)COclcceeclOC

CIC(CIC(F)(F)OC
OC[C@H](clcceecl)C(=0)OC2CC3C40CAC(C2)[N+]3(C)C
O=C(OC)C(C1CCCCNI)c2cccece2

CC[C@@H](CONC(=0)[C@@H]4C=C1C(Cc2en(C)e3ccec]c23
YN(C)C4

Nclce(OC)e(ce 1 CI)C(=O)NCCN(CC)CC
COclcee(cc1C(O)CNC(=0)CN)OC
CNI1CC2N(CCl)c4ncceec4Cc3eceec23
O=S(CC(N)=0)C(clcccccl)c2eccec2

CC(C)(O)cScccee5CCIC@@H](SCCL(CC(=0)0)CC1)c2ccee(c2)
/C=C/c3cccdece(Cl)ccdn3

0O=C(OCC)Nclcc2N(c3ceeee3Sc2ecl)C(=0)CCN4CCOCC4

Oclecc2C[C@HAN(C)CC[C@@]35[C@@H](Oc1c23)[C@@H]
(0)C=C[C@@H]45

C=C1CC[C@@]6(0)[C@H]3Cc5ccc(0)c40[C@@H] 1 [C@]6(C
CIN@@]3CC2CC2)cd5

O=C(Oclccece(c1)[N+](C)C)C)N(C)C
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Nifedipine CCR2 -1 Prediction
Oxycodone CCR2 -1 Training
Paroxetine CCR2 -1 Training
Pecazine CCR2 -1 Training
Pergolide CCR2 -1 Prediction
Phenylbutazone CCR2 -1 Training
Phenytoin CCR2 -1 Training
Pilocarpine CCR2 -1 Training
Pimozide CCR2 -1 Prediction
Pramipexole CCR2 -1 Training
Probenecid CCR2 -1 Training
Procyclidine CCR2 -1 Training
Propantheline CCR2 -1 Prediction
Pseudoephedrine CCR2 -1 Training
Pyrantel CCR2 -1 Training
Quinidine CCR2 -1 Training
Ranitidine CCR2 -1 Prediction
Rifampin CCR2 -1 Training
Risperidone CCR2 -1 Training
Ropinirole CCR2 -1 Training
Salmeterol CCR2 -1 Prediction
Selegiline CCR2 -1 Training
Sulfinpyrazone CCR2 -1 Training
Tegafur CCR2 -1 Training
Terpin CCR2 -1 Prediction
Tolcapone CCR2 -1 Training
Tranylcypromine CCR2 -1 Training
Trazodone CCR2 -1 Training
Triamcinolone CCR2 -1 Prediction
Valproic acid CCR2 -1 Training
Vancomycin CCR2 -1 Training
Venlafaxine CCR2 -1 Training
Verapamil CCR2 -1 Prediction
Wytensin CCR2 -1 Training
Zafirlukast CCR2 -1 Training

CC(N2)=C(C(OC)=0)C(C(C(OC)=0)=C2C)C1=CC=CC=C1[N+]
([0-])=0

0=C1CCI[C@@]5(0)[C@H]2CcAcec(OC)c30[C@@H] 1 [C@]5(
CCIN@@]2C)c34

Feclcee(cel)[C@@H]4CCNC[C@H]4COc2ccc30C0c3c2
CNI1CCCC(C1)CN2c4cceec4Sc3ceccec23
CSC[C@@H]4CC1C(Cc2cenc3cccclc23)N(C4)CCC
O=C3C(CCCC)C(=0O)N(cleccceccl)N3c2eccee2
O=CINC(=0O)C(N1)(c2ccccc2)c3eccec3
Cn2cncc2C[C@H]1COC(=0)[C@H]1CC
Felcee(cel)C(CCCN2CCC(CC2)N3cdcceecdNC3=0)c5cec(F)ees
CCCN[C@@H]1Cc2sc¢(N)nc2CC1
O=S(=0)(N(CCC)CCC)clcece(ecl)C(=0)O
OC(CCNICCCCl)(c2ceceec2)C3CCCCC3
CC(C)[N+](C)CCOC(=0)C1c3ccece30c2ececec12)C(C)C
OC(C(C)NC)clceccecl

CN2CCCN=C2/C=C/clcccsl
COclcce2ce(cel)necc2[C@H](O)C4CC3CCN4CC3C=C
[O-][N+](=O)\C=C(/NC)NCCSCclccc(CN(C)C)ol
CNI1CCN(CC1)/N=C/c3c2NC(=0)C(C)=CC=C[C@H](C)[C@H](

0)[C@@H](O)[C@@H](0)[C@@H](O)[C@H](OC(C)=0)[C@
H](C)[C@@H](OC)C=CO[C@@]5(C)Oc4c(C)c(0)c(c20)c(c30)
c4C5=0

FC3=CC1=C(C=C3)C(C2CCN(CCC4=C(C)N=C5N(CCCC5)C4=
0)CC2)=NO1

CCCN(CCC)CCcleece2NC(=0)Cel2
OCclce(cec10)C(O)CNCCCCCCOCCCCe2ceceecc2
C#HCCN(O)[C@H](C)Cclecccecel
0O=C4C(CCS(=O)clcccccl)C(=O)N(c2ccecc2)N4c3ceccc3
FC1=CN(C(=0)NC1=0)C2CCCO2
CIC@@]1(O)CC[C@@H](CCT)C(C)NC)O
Oclcc(ce([N+]([0-])=0)c10)C(=0)c2cce(C)cc2
N[C@@H]2C[C@H]2clcceccl
Clclceee(c1)N2CCN(CC2)CCCN3IN=C4C=CC=CN4C3=0
OCC(=0)[C@@]3(0)[C@H](O)C[C@H]2[C@@H]4CCC1=CC(
=0)C=C[C@]1(O)[C@@]4(F)C(O)C[C@@]23C
CCCC(CCO)C(=0)O
O=C(0)[C@@H]%10NC(=0)[C@H]2NC(=0)[C@H](NC(=0)[C
@@H]6NC(=0)[C@H](CC(N)=O)NC(=O)[C@H](NC(=0)[C@
@H](CC(C)C)NCO)[C@H](O)c7cce(OcSccoee(Ocleec(cclCH[C@
H]20)c50C40C(CO)C(0O)C(0)C40C3CC(C)(N)C(O)C(C)O3)c(
CD)c7)c8ccc(0)c(c8)c9c(O)cc(0)cc9%10
OC1(CCCCCI)C(CN(C)C)c2ccc(OC)ec2
COclce(cec1OC)C(CHN)(CCCN(C)CCe2eec(0OC)c(OC)e2)C(C)C
Clclceec(Cl)cl/C=N/NC(=N)N

Cclcceec1 S(=0)(=0)NC(=0)c5cce(Ce3en(C)c2ecc(cc23)NC(=0)
OC4CCCC4)c(0C)c5
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Zileuton CCR2 -1 Training
Zonisamide CCR2 -1 Prediction
CHEMBL429323 CCR3 1 Training
CHEMBL399495 CCR3 1 Training
CHEMBLA403838 CCR3 1 Prediction
CHEMBL217987 CCR3 1 Training
CHEMBL257029 CCR3 1 Training
CHEMBL402331 CCR3 1 Training
CHEMBLA404585 CCR3 1 Prediction
CHEMBL361369 CCR3 1 Training
CHEMBL269933 CCR3 | Training
CHEMBL404586 CCR3 1 Training
CHEMBLA43423 CCR3 1 Prediction
CHEMBL362179 CCR3 1 Training
CHEMBL386073 CCR3 1 Training
CHEMBL404618 CCR3 1 Training
CHEMBL270806 CCR3 1 Prediction
CHEMBL256068 CCR3 | Training
CHEMBL376737 CCR3 1 Training
CHEMBL218568 CCR3 1 Training
CHEMBL218262 CCR3 1 Prediction
CHEMBLA401545 CCR3 1 Training
CHEMBL270583 CCR3 1 Training
CHEMBL257293 CCR3 1 Training
CHEMBL363840 CCR3 1 Prediction
CHEMBL272068 CCR3 1 Training

NC(=O0)N(O)C(C)clecc2eccee2sl

NS(=0)(=0)Cc2noclcceecl2
C[C@H](C[C@@H](O)N1CCC[C@@H](Cc2ccec(F)cc2)C1)NC(
=0)Nc3ccece(e3)cdncendC
C[C@@H](NC(=O)Nclccee(cl)e2nnnn2C)[C@@H](O)CN3CCC
[C@@H](Cc4cec(F)ccd)C3
CC(O)[C@H|(C[C@@H](O)N1CCC[C@@H](Cc2ccc(F)cc2)C1)
NC(=0O)Nc3ccee(e3)c4nnnn4C
CC(=0)clcc(NC(=O)NCCC[C@H]2C[C@H](Cc3cce(F)cc3)CCN
2)ce(c1)C(=0)C
C[C@H](C[C@@H](O)N1CCC[C@@H](Cc2ccec(F)cc2)C1)NC(
=0)Nc3cc(C)ce(c3)c4nnnndC
CNC(=0)O[C@H(C[C@@H](C)NC(=O)Nclcece(cl)c2nnnn2C)
N3CCC[C@@H](Cc4cce(F)cc4)C3
CCclcc(NC(=ON[C@H(C)C[C@@H](N(C)C)N2CCC[C@@H]
(Cc3ccece(F)ee3)C2)ce(cl)cdnnnndC
CCclce(NC(=O)NC[C@@H]2CCCN(CCce3cecce(Cl)e3)C2)ec(cl)
c4nnnn4C
CCC[C@H](C[C@@H](O)N1CCC[C@@H](Cc2ccc(F)ec2)C1)N
C(=O)Nc3ccee(c3)c4nnnndC
C[C@H](C[C@@H](NC(=0)C)N1CCC[C@@H](Cc2ccc(F)cc2)
C1)NC(=0O)Nc3ccee(c3)c4nnnn4C
Cnlnnnclc2cccc(NC(=O)NCCCN3CCC[C@@H](Ccdccc(F)ccd)
C3)c2
CCclec(NC(=O)NC[C@H]2CN(CCc3ccc(F)ec3)CCC2(C)C)ec(cl
)cdnnnn4C

CCCNICC[C@@H](Cc2cce(F)ec2)C[C@@H]1 CCCNC(=0)Nc3
cc(ce(c3)C(=0)C)C(=0)C
C[C@H](CCNICCC[C@@H](Cc2cce(F)cc2)C1)NC(=0O)Nc3ce(c
¢(c3)C(C)(C)C(=0)0)c4nnnn4C
C[C@H](C[C@@H](O)N1CCC[C@@H](Cc2ccec(F)cc2)C1)NC(
=0)Nc3cc(ee(c3)cdncesd)cSncesS
C[C@H](C[C@@H](O)N1CCC[C@@H](Cc2cce(F)cc2)C1)NC(
=0)Nc3ce(ee(c3)C(=0)C)C(=0)C
CC(=O)CNI1CC[C@@H](Cc2ccc(F)ece2)C[C@@H]1CCCNC(=0
)Nc3ce(ee(e3)C(=0)C)C(=0)C
CC(=0)clcc(NC(=O)NCCC[C@H]2C[C@H](Cc3cce(F)cec3)CCN
2CCO)cc(c1)C(=0)C
CC(=0)clcc(NC(=O)NCCC[C@H]2C[C@H](Cc3cce(F)ce3)CCN
2CC=C)cc(c1)C(=0)C
CCclce(NC(=O)NCCCN2CCC[C@@H](Cc3ccc(F)ce3)C2)cc(el)
c4nnnn4C
CC[C@H](C[C@@H](O)N1CCC[C@@H](Cc2ccc(F)cc2)C1)NC
(=O)Nc3ccee(c3)cd4nnnn4C
C[C@H](C[C@@H](O)N1CCC[C@@H](Cc2ccec(F)cc2)C1)NC(
=0)Nc3cc(ec(c3)c4nnnndC)C(C)C
Cnlnnnclc2cecc(NC(=O)N[C@@H]3CCCC[C@H]3CN4CCC[C
@@H](Cc5cee(F)ec5)C4)c2

Cnlnnnclc2cc(NC(=O)NCCCN3CCC[C@@H](Cc4ccc(F)cc4)C3
)ee(c2)C(C)(C)C(=0)O
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C[C@H](C[C@@H](0)N1CCC[C@@H](Cec2cce(F)cc2)C1NC(

CHEMBL429846 CCR3 1 Training —0)Ne3ce(ce(c3)edecond)cSecons
CHEMBL 180746 CCR3 1 Training CCclec(NC(=O)N[C@@H]2CCCN(CCCe3cec(F)ece3)C2)ec(cl)e
4nnnn4C
CHEMBL46404 CCR3 1 Prediction CC(=0)clcc(NC(=O)NCCCN2CCC[C@@H](Cc3cce(F)ce3)C2)e
c(c1)C(=0)C
CHEMBL257737 CCR3 1 Training C[C@H](CCNICCC[C@@H](Cc2cce(F)cc2)C1)NC(=0O)Nc3ce(
C)ce(c3)c4nnnn4C
CHEMBL258322 CCR3 1 Training S[C@H](C[C@@H](N)N 1CCC[C@@H](Cc2cce(F)cc2)C1)NC(
=0)Nc3ccee(e3)c4nnnn4C
. CC(O)C[C@H](C[C@@H](O)N1CCC[C@@H](Cc2ccc(F)ce2)C
CHEMBL257073 CCR3 1 Training 1)NC(=0)Ne3ccce(c3)cdnnnndC
- CC(=0)clcc(NC(=O)NCCC[C@H]2C[C@H](Cc3cce(F)cec3)CCN
CHEMBL384199 CCR3 1 Prediction 20CCO)ee(c]1)C(=0)C
CHEMBL182086 CCR3 1 Training CCclec(NC(=O)NC[C@H]2CN(CCc3ccc(F)ec3)CC[C@@H]2C)
cc(cl)c4nnnn4C
CHEMBLA428775 CCR3 1 Training C[C@H](CCNICCC[C@@H](Cc2cce(F)cc2)C1)NC(=0O)Nc3ccece
(c3)c4nnnn4C
CHEMBL219048 CCR3 1 Training gg(zj((?l)clcccc(NC(=O)NCCC[C@H]EC[C@H](CC3CCC(F )ee3)C
CHEMBL272067 CCR3 1 Prediction S[C@H](C[C@@H](O)N1CCC[C@@H](CcchC(F)Ccz)CI)NC(
=0)Nc3cc(ce(c3)ndeecnnd)nScennS
.. CCC[C@H](CCNI1CCC[C@@H](Cc2cce(F)cc2)C1)NC(=0)Nc3c
CHEMBL257074 CCR3 1 Training o(ce(c3)C(C)(C)0)cdnnnndC
CHEMBLA444568 CCR3 1 Training Cclce(NC(=O)NCCCN2CCC[C@@H](Cc3cce(F)ec3)C2)ee(cl)e
4nnnn4C
. C[C@H](CCNICCC[C@@H](Cc2cce(F)cc2)C1)NC(=0O)Nc3ce(c
CHEMBL270582 CCR3 1 Training o(c3)c4nnnndC)C(=0)C
CHEMBL178503 CCR3 1 Prediction CCclec(NC(=O)NC[C@H]2CN(CCc3cce(F)ec3)CC[C@@H]2C(
C)C)ce(cl)cdnnnndC
CHEMBL 178230 CCR3 1 Training 515104 1(;:0(NC(=O)NC[C@H]ZCCCN(CCC3ccc(F)cc3)C2)cc(c1)C4n
CHEMBLA403839 CCR3 1 Training Feleee(C[C@@H]2CCCN(CCCNC(=0)Nc3cc(ec(c3)ndecend)nsS
ccenS5)C2)ecl
CHEMBL218174 CCR3 1 Training CNICCEC@@H](CCZCCC(F)Ccz)C[C@@H] ICCCNC(=0)Nc3cce
c(c3)C(=0)C
CHEMBLA403331 CCR3 1 Prediction C[C@H](CCNICCC[C@@H](Cc2cce(F)cc2)C1)NC(=0O)Nc3ce(
Br)cc(c3)c4nnnn4C
CHEMBL270147 CCR3 | Training C[C@H](CCNICCC[C@@H](Cc2cce(F)cc2)C1)NC(=O)Nc3ce(c
c(c3)ndccend)nSceenS
CHEMBL178506 CCR3 1 Training CCclee(NC(=O)NC[C@@H]2CCCN(CCc3cce(F)cc3F)C2)ce(cl)
c4nnnn4C
CHEMBL258156 CCR3 1 Training C[C@H](C[C@@H](C)N1CCC[C@@H](Cc2ccc(F)cc2)C1)NC(=
O)Nc3ceec(c3)c4nnnn4C
-y C[C@H](C[C@@H](O)N1CCC[C@@H](Cc2cce(F)cc2)C1)NC(
CHEMBL402983 CCR3 1 Prediction |~ O)Ne3ce(Br)ce(c3)cdnnnndC
.. CCclcc(NC(=O)N[C@H](C)C[C@@H](O)N2CCC[C@@H](Cc3
CHEMBLA437031 CCR3 1 Training coe(F)ee3)C2)ee(c ] ednnnndC
CHEMBL220765 CCR3 1 Training CC(=0)clcc(NC(=O)NCCC[C@H]2C[C@H](Cc3cce(F)ce3)CCN

2CC#C)cc(c1)C(=0)C
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CCclcc(NC(EO)NC[C@@H]2CCCN(CCCce3ccc(F)ee3)C2)ec(cl)

CHEMBL180042 CCR3 1 Training cAnnnndC
CHEMBL221067 CCR3 1 Prediction CCCNICC_[C@@H](Cchcc(F)ch)C[C@@H] 1CCCNC(=0)Nc3
ccee(e3)C(=0)C
CHEMBLA427728 CCR3 1 Training CCclec(NC(=O)N[C@H](C)CCN2CCC[C@@H](Cc3cce(F)cc3)
C2)cc(cl)c4nnnndC
CHEMBLA441334 CCR3 1 Training C[C@H](CCNICCC[C@@H](Cc2cce(F)cc2)C1)NC(=0O)Nc3ce(c
c(c3)ndcecnnd)nScennS
.. CC(=0)clccce(NC(=O)N[C@@H]2CCCC[C@H]2CN3CCC[C@
CHEMBL250689 CCR3 1 Training @H](Cedeec(F)ecd)C3)cl
CHEMBL178671 CCR3 1 Prediction CC[C@H]1CCN(CCc2ccc(F)ce2)C[C@@H]1CNC(=0)Nc3ce(C
C)ce(c3)cd4nnnn4C
CHEMBL360039 CCR3 1 Training CCclee(NC(=O)NC[C@H]2CCCN(CCCc3ccc(F)ce3)C2)ce(cl)c4
nnnn4C
CHEMBL20921 CCR3 1 Training |Nclece2nc(SCC(=O)NC3CCN(Ccdcec(Cl)c(Clycd4)CC3)sc2cel
. CC(=0)clcc(NC(=O)NCCC[C@H]2C[C@H](Cc3cce(F)ce3)CCN
CHEMBL220713 CCR3 1 Training 2CCF)co(e])C(=0)C
- CC[C@H](CCNICCC[C@@H](Cc2cce(F)cc2)C1)NC(=0O)Nc3ce
CHEMBL270146 CCR3 1 Prediction (cc(c3)C(C)(C)O)cAnnnndC
. CC(=0)clccec(NC(=O)NCCC[C@H]2C[C@H](Cc3cce(F)ec3)C
CHEMBL220819 CCR3 1 Training CN2CCACCA)cl
CHEMBLA46905 CCR3 1 Training )CC?(=O)C1cccc(NC(=O)NCCCN2CCC[C@@H](Cc3ccc(F )ce3)C2
CHEMBL429604 CCR3 1 Training CC(C)clec(NC(=O)NCCCN2CCC[C@@H](Cc3ccc(F)ce3)C2)ece(
cl)c4nnnn4C
CHEMBLA404122 CCR3 1 Prediction C[C@H](CCNICCC[C@@H](Cc2cce(F)cc2)C1)NC(=0O)Nc3ce(c
c(c3)c4nnnn4C)C(C)C
CHEMBL295415 CCR3 1 Training CC(=0)clcc(NC(=O)NCCCN2CCC[C@@H](Cc3cce(F)ce3)C2)e
c(cl)c4nnnn4C
- C[C@H](C[C@@H](O)N1CCC[C@@H](Cc2cce(F)cc2)C1)NC(
CHEMBL401879 CCR3 1 Training —0)Nc3ce(co(c3)ndecend)nSceens
.. C[C@@H](C[C@H](O)N1CCC[C@@H](Cc2cce(F)cc2)C1)NC(
CHEMBL258309 CCR3 1 Training —0)Ne3co(co(c3)C(=0)C)C(=0)C
CHEMBL255399 CCR3 1 Prediction S[C@H](C[C@@H](O)N1CCC[C@@H](CCZCCC(F)Ccz)CI)NC(
=0)Nc3cc(ce(c3)cdocend)cSocenS
.. C[C@H](CCNICCC[C@@H](Cc2cce(F)cc2)C1)NC(=0O)Nc3ce(c
CHEMBL255398 CCR3 1 Training o(c3)C(=0)C)C(=0)C
CHEMBL361130 CCR3 1 Training CCclec(NC(=O)NC[C@H]2CN(CCc3cce(F)ec3)CC[C@@H]2c4
cceeed)ee(cl)eSnnnnSC
. CCclec(NC(=O)NC[C@H]2CN(CCc3cce(F)ee3)CC[C@@H]2C(
CHEMBL180728 CCR3 1 Training F)(F)F)co(c 1 yednnnndC
CHEMBL180351 CCR3 1 Prediction CCclce(NC(=O)NC[C@@H]2CCCN(CCc3cecc(F)c(F)e3)C2)ec(c
1)c4nnnn4C
CHEMBL366710 CCR3 1 Training CCclcc(NC(=O)NC[C@@H]2CCCN(CCc3cce(F)ec3)C2)ec(cl)e
4nnnn4C
CHEMBL178287 CCR3 1 Training CCclce(NC(=O)NC[C@@H]2CCCN(CCc3cecc(Clyee3)C2)ec(cl)
c4nnnn4C
CHEMBL385607 CCR3 1 Training CC(=0)clcc(NC(=O)NCCC[C@H]2C[C@H](Cc3cce(F)ce3)CCN

2CC(=0)N)ce(c1)C(=0)C
CHEMBL359609 CCR3 1 Prediction |CCclcc(NC(=O)NC[C@@H]2CCCN(CCc3ccccce3)C2)cc(cl)cd4nn
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CHEMBL383879 CCR3 1 Training
CHEMBL258323 CCR3 1 Training
CHEMBL221903 CCR3 1 Training
CHEMBLA428071 CCR3 1 Prediction
CHEMBL220766 CCR3 1 Training
CHEMBL362490 CCR3 1 Training
CHEMBL180229 CCR3 1 Training
CHEMBL369331 CCR3 1 Prediction
CHEMBL384649 CCR3 1 Training
CHEMBL404202 CCR3 1 Training
CHEMBL181575 CCR3 1 Training
CHEMBL218581 CCR3 1 Prediction
CHEMBL220801 CCR3 1 Training
CHEMBL181528 CCR3 1 Training
CHEMBL360529 CCR3 1 Training
CHEMBL360062 CCR3 1 Prediction
CHEMBL386493 CCR3 | Training
CHEMBL180694 CCR3 1 Training
CHEMBL178278 CCR3 1 Training
CHEMBL362613 CCR3 1 Prediction
CHEMBL21143 CCR3 1 Training
CHEMBL218997 CCR3 1 Training
CHEMBLA426422 CCR3 1 Training
CHEMBL20532 CCR3 1 Prediction
CHEMBL182087 CCR3 | Training
CHEMBL266181 CCR3 1 Training
CHEMBL180534 CCR3 1 Training
CHEMBL282285 CCR3 1 Prediction

nn4C

CC(=0)N1CC[C@@H](Cc2cce(F)ec2)C[C@@H]1 CCCNC(=0)
Ne3ee(ee(e3)C(=0)C)C(=0)C

C[C@@H](CCN1CCC[C@@H](Cc2ccc(F)cc2)C1)NC(=0)Nc3ce
cc(c3)c4nnnn4C

CC(=0)clccce(NC(=0)NCCC[C@H]2C[C@H](Cc3ece(F)ec3)C
CN2CC=C)cl

C[C@H](CC(=O)N1CCC[C@@H](Cc2ccc(F)cc2)C1)NC(=0O)Nc
3ccee(c3)c4nnnn4C

CC(=0)c1cc(NC(=0)NCCC[C@H]2C[C@H](Ce3cce(F)ec3)CCN
2C(=N)N)ce(c1)C(=0)C

Cnlnnnclc2cecc(NC(=O)NC[C@@H]3CCCN(CCc4cce(F)ccd)C
3)c2

CCclec(NC(EONC[C@@H]2CCCN(CCce3ecc(Clyec3C)C2)cee(c
1)c4nnnn4C

CCclce(NC(=O)NC[C@@H]2CCCN(CCc3ccecc3F)C2)cec(cl)cd
nnnn4C

CCC(=0)N1CC[C@@H](Cc2cec(F)ee2)C[C@@H]1 CCCNC(=0
YNe3ce(ee(e3)C(=0)C)C(=0)C

C[C@@H](CCN1CCC[C@@H](Ce2cee(F)ce2)C1)NC(=0)Ne3ee
(cc(e3)C(=0)C)C(=0)C

Cnlnnnclc2cccc(NC(=O)NCC3CCCN(CCc4cec(F)ccd)C3)c2

CC(=0)clccee(NC(=O)NCCC[C@H]2C[C@H](Cc3ccecec3)CCN
2)cl

CC(=0)c1ccce(NC(=0)NCCC[C@H]2C[C@H](Ce3ece(F)ec3)C
CN2CCO)cl

CCclcc(NC(=ON[C@@H]2CCCN(CCCCce3cecc(F)ce3)C2)cc(el)
c4nnnn4C

CCclce(NC(=O)NC[C@@H]2CCCN(CCc3cce(C)ec3)C2)ce(cl)e
4nnnn4C

CCclee(NC(=O)NC[C@@H]2CCCN(CCc3ccee(F)e3)C2)ce(cl)e
4nnnn4C

CC(=0)c1cc(NC(=0)NCCC[C@H]2C[C@H](Ce3cce(F)ec3)CCN
2CC(F)F)ce(c1)C(=0)C

Cnlnnnclc2cecc(NC(=O)NC[C@H]3CCCN(CCc4cec(F)ecd)C3)e
2

CCclcc(NC(=ON[C@@H]2CCCN(CCc3ccc(F)ce3)C2)cce(cl)c4
nnnn4C

Cnlnnnclc2ccce(NC(=O)NC[C@H]3CCCN(CCCc4ccc(F)ccd)C3
)c2

CCOclcee2ne(SCC(=O)NC3CCN(Ccécee(Cl)e(Clyed)CC3)sc2cel
O=C(NCCC[C@H]IC[C@H](Cc2ccccc2)CCNI1)Nc3ccee(c3)CHN
Cnlnnnclc2cccc(NC(=O)NCC3CCCN(CCCCc4ccc(F)cc4)C3)c2
Cleleec(CN2CCC(CC2)NC(=0)CSc3nc4cceccds3)eclCl
Cnlnnnclc2cccc(NC(=O)NCC3CCCN(CCCc4ccc(F)ecd)C3)c2

CCOC(=0)clcee2ne(SCC(=0)NC3CCN(Ccécec(Che(Cl)cd)CC3)
sc2cl

Cnlnnnclc2ccec(NC(=O)NCC3CCN(Cc4cee(F)cc4)CC3)c2
Clcleec(CN2CCC(CC2)NC(=0)CSc3nc4cccecds3)ccel
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CHEMBL181302
CHEMBL180860

CHEMBL220800

CHEMBL221901
CHEMBL181311

CHEMBL20612
CHEMBL360653

CHEMBL 180082

CHEMBL220866

Aceclofenac
Acetaminophen
Acetazolamide
Acetophenazine

Amantadine
Ambenonium

Amineptine
Amiodarone
Amitriptyline
Aprobarbital
Artane
Aspirin
Atenolol
Atropine

Baclofen

Beclomethasone

Benzonatate
Biperiden
Bromocriptine
Buclizine

Budesonide

Buprenorphine

Caffeine
Cantil
Carbachol

Carbamazepine

CCR3

CCR3

CCR3

CCR3
CCR3
CCR3
CCR3

CCR3

CCR3

CCR3
CCR3
CCR3
CCR3
CCR3

CCR3

CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3

CCR3

CCR3

CCR3

CCR3

CCR3

CCR3

CCR3

CCR3
CCR3
CCR3
CCR3

Training

Training

Training

Prediction
Training
Training

Training

Prediction

Training

Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training

Prediction

Training

Training
Training
Prediction
Training

Training

Training

Prediction
Training
Training

Training

CCclec(NC(=O)NC[C@@H]2CCCN(CCc3cce(ce3)C(F)(F)F)C2)
cc(cl)c4nnnn4C

CCclec(NC(=O)NC[C@@H]2CCCN(CCc3ccc(OC)cc3)C2)ec(cl
)c4nnnn4C

O=C(NCCCC[C@H]1C[C@H](Cc2ccccc2)CCN1)Nc3ccee(c3)CH#
N

O=C(NCC[C@H]1C[C@H](Cc2ccccc2)CCN1)Ne3ecee(c3)CHN
Cnlnnnclc2cccc(NC(=O)NCC3CCN(CCCc4ccc(F)cc4)CC3)c2
Cleleecc(CN2CCC(CC2)NC(=0)CSc3ncdeccecds3)cl
Cnlnnnclc2cccc(NC(=O)NCC3CCN(CCc4ccc(F)ecd)CC3)c2

CCclee(NC(=O)NC[C@@H]2CCCN(CCc3cce(cc3)N(C)C)C2)ce
(c1)c4nnnn4C

O=C(NCCC[C@@H]1C[C@H](Cc2ccccc2)CCN1)Ne3ceee(c3)C
#N

Clc2ccec(Cl)e2Nelceeec1CC(=0)OCC(=0)0
Oclcec(NC(C)=0)ccl

O=S(N)(=O)c1nnc(NC(C)=0)s1
CC(=0)c2cc3N(CCCNICCN(CCO)CCl)c4ceccec4Sc3cec2
NCI13CC2CC(CC(C1)C2)C3

Cle2ccecc2CIN+](CC)(CC)CCNC(=0)C(=0)NCC[N+](Celccece
1CI)(CC)CC

0=C(O)CCCCCCNC2c3cccec3CCcelecccecl2
CCN(CC)CCOclc(I)ee(cel)C(=0)c2c3cceec30c2CCCC
CN(C)CC\C=C1\c3cceee3CCce2cceecl2
O=CINC(=O)NC(=0)C1(CC=C)C(C)C
OC(CCNICCCCCI)(e2cccee2)C3CCCCC3
0O=C(C)Oclcccec1C(=0)0O
CC(C)NCC(0)COclcee(ecl)CC(N)=0
CN3CICCC3C[C@@H](C1)OC(=0)C(CO)c2ceccee2
Clclcee(cel)C(CN)CC(=0)O
OCC(=0)[C@@]4(0)[Ca@@H](C)CC3C2CCCI1=CC(=0)C=C[C
@NO[C@@2(CHC@@H](0)C[C@@]34C

0=C(0CCOCCOCCOCCOCCOCCOCCOCCOCCOC)clcec(NC
CCC)eel

OC(CCNICCCCCI)(c2cceee2)C4CC3C=CC4C3

Bre3nc2ccce 1 C4=C[C@H](CN(C)C4Ce3c12)C(=0)N[C@@]7(O
[C@]6(0)N([C@@H](CC(C)C)C(=0)N5CCCC56)CT=0)C(C)C

CC(C)(C)cleee(ee1)CN2CCN(CC2)C(c3ccc(Cl)ee3)cdcccecs
OCC(=0)[C@@]530C(O[C@@H]5CC2C1CCC4=CC(=0)C=C[
C@)4(O)Cl[C@@H](O)C[C@@]23C)CCC

CC(C)(C)C(C)O)[C@H]1C[C@]75CC[C@]1(OC)[C@@H]20c4
¢(0)cec3C[C@H]7IN@](CCI[C@]25¢34)CC6CC6

0=C2cIn(C)cncIN(C)C(=O)N2C
O=C(OCICCCI[N+](C)(C)C1)C(O)(c2cceec2)c3ceccece3
C[N+](C)(C)CCOC(=O)N
NC(=0)N2c3cccee3C=Cclcceccl2
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Carisoprodol CCR3 -1 Prediction
Carvedilol CCR3 -1 Training
Cefoperazone CCR3 -1 Training
Chloral hydrate CCR3 -1 Training
Chlordiazepoxide CCR3 -1 Prediction
Chlorpropamide CCR3 -1 Training
Chlorthalidone CCR3 -1 Training
Clidinium CCR3 -1 Training
Clobazam CCR3 -1 Prediction
Clofazimine CCR3 -1 Training
Clomipramine CCR3 -1 Training
Clonidine CCR3 -1 Training
Codeine CCR3 -1 Prediction
Colchicine CCR3 -1 Training
Cyclizine CCR3 -1 Training
Cyclosporin CCR3 -1 Training
Dextropropoxyphene CCR3 -1 Prediction
Diazepam CCR3 -1 Training
Diflucortolone CCR3 -1 Training
Dimercaprol CCR3 -1 Training
Diphenhydramine CCR3 -1 Prediction
Diphenidol CCR3 -1 Training
Dobutamine CCR3 -1 Training
Dofetilide CCR3 -1 Training
Domperidone CCR3 -1 Prediction
Dopamine CCR3 -1 Training
Doxazosin CCR3 -1 Training
Doxepin CCR3 -1 Training
Dronabinol CCR3 -1 Prediction
Droxicam CCR3 -1 Training
Entacapone CCR3 -1 Training
Epinephrine CCR3 -1 Training
Eprosartan CCR3 -1 Prediction
Ergotamine CCR3 -1 Training
Ethosuximide CCR3 -1 Training

O=C(NC(C)C)OCC(C)(COC(=O)N)CCC
COc4cccccdOCCNCC(0)COc2ecec3nclecceclc23

0=C1C(=0)N(CC)CCN1C(=0)N[C@H](c2cec(0)cc2)C(=0)N[C
@@H]5C(=0)N4C5SCC(CSc3nnnn3C)=C4C(=0)0

CIC(CI)(CDHC(O)O
Clclccc2N=C(C[N+]([O-])=C(c2c1)c3cccecc3)NC
O=S(=0)(NC(=O)NCCC)clcce(Cl)ccl

NS(=0)(=0)clcc(ccc I C1H)C3(O)NC(=0O)c2cceec23
OC(clceeecel)(c2cceec2)C(=0)OC4C[N+]3(C)CCC4ACC3
Clecleec2e(c1)N(C(=0)CC(=0)N2C)c3cceec3

Clcleec(cc1)NC3=CC4=Nc2ccccc2N(C4=C\C3=N\C(C)C)c5cce(
Cl)ce5

CN(C)CCCN2c3cceee3CCclece(Cl)ecl2
Clc2ceec(Cl)e2\N=C1/NCCNI1

COclcec2C[C@H]SIN@@](C)CC[C@@]43C5C=C[C@H](0)[C
@@H]40c1c23

CC(=0)N[C@H]2CCc3cc(OC)c(0OC)e(OC)c3C1=CC=C(OC)C(=
0)C=C12

CNICCN(CCI1)C(c2cccee2)c3ceccc3

CC(C\C=C\C)C(0)C1C(=0)NC(CC)C(=0)N(C)CC(=0)N(C)C(C
C(C)C)C(=0)NC(C(=0)N(C)C(CC(C)C)C(=0)NC(C)C(=0)NC(
C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(C(
C)C)C(=0)N1C)C(C)C

CN(C)CC(C)C(OC(=0)CC)(Cclcceeel )e2eccec2
Clcleec2e(c)C(=NCC(=0O)N2C)c3cccec3
OCC(=0)[C@HJ4[C@H](C)CC3C2C[C@H](F)C1=CC(=0)C=C[
C@N(O[C@@]2(F[C@@H](O)C[C@@]34C

OCC(S)CS

CN(C)CCOC(clceeeel)c2ecccec2
OC(CCCNI1CCCCCI)(c2cceec2)c3cceec3
Oc2ccc(CCNC(C)CCcleee(O)ecl)ec20
CS(=0)(=0)Nclcce(cel)CCN(C)CCOc2cecc(cc2)NS(C)(=0)=0
Clc4ccSNC(=0O)N(C3CCN(CCCNI1c2eccee2NC1=0)CC3)cS5cc4
Oclcec(CCN)eclO

COclce2ne(ne(N)c2cc1OC)N3CCN(CC3)C(=0)C4COc5cccec50
4

CN(C)CC\C=C1/c3cceee30Cc2cccecl2
CCCCCc3cc20C(C)(C)CICCC(C)=CCl1c2¢(0)c3

0=C(N2C3=NC=CC=C3)C(N1C)=C(OC2=0)C(C=CC=C4)=C4S
1(=0)=0

Oclcc(\C=C(/C#N)C(=O)N(CC)CC)cc(IN+]([O-])=0)c10
Oclcee(cclO)[C@@H](O)CNC
OC(=0)C(/Cclcces])=C/c3enc(CCCC)N3Cc2ccc(cc2)C(=0)0

CN2C[C@@H](C=C1c3ceccdnec(CC12)c34)C(=0)N[C@]8(C)O
[C@]7(O)N([C@@H](CcSceceeS)C(=0)N6CCCC67)C8=0

CC1(CC)CC(=0)NC1=0
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Fentanyl
Fexofenadine

Flecainide

Flunarizine
Flunisolide

Fluoxetine
Fluvoxamine

Gabapentin
Gestodene

Glutethimide
Glycopyrrolate
Guanadrel
Halofantrine
Haloperidol
Halothane

Hydromorphone

Hydroxyzine
Indapamide
Indomethacin
Isoetharine
Isoproterenol
Isosorbide
Ketamine
Labetalol

Lacidipine

Lamotrigine

Leuprorelin

Levodopa

Lidocaine

Loratadine
Maprotiline

Meclizine
Medroxyprogesterone

Melfalan
Meprobamate
Methamphetamine
Methantheline

CCR3

CCR3

CCR3
CCR3

CCR3

CCR3
CCR3
CCR3

CCR3

CCR3
CCR3
CCR3
CCR3
CCR3
CCR3

CCR3

CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3

CCR3

CCR3

CCR3

CCR3
CCR3
CCR3
CCR3
CCR3

CCR3

CCR3
CCR3
CCR3
CCR3

Training
Prediction

Training

Training
Training

Prediction
Training

Training
Training

Prediction
Training
Training
Training

Prediction

Training
Training

Training
Prediction
Training
Training
Training
Prediction
Training

Training
Training

Prediction

Training

Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training

Training

CCC(=O)N(C2CCN(CCclcceeel)CC2)c3cccec3

O=C(0)C(C)(C)clcee(cel)C(O)CCCN2CCC(CC2)C(0)(c3cecee3
)cdcccecd

FC(F)(F)COc2cc(C(=O)NCC1CCCCNI1)c(OCC(F)(F)F)cc2
Fclcee(ee1)C(c2eee(F)cc2)N3CCN(CC3)C/C=C/cdcccccd

0CC(=0)[C@@]540C(C)(C)O[C@@H]SCC3C2C[C@H](F)Cl=
CC(=0)C=C[C@]1(C)C2[C@@H](0)C[C@@]34C

FC(F)(F)c2cec(OC(CCNC)cleeeccl)ce2
FC(F)(F)clcce(cecl)CO\CCCCOC)=N\OCCN
NCC1(CC(=0)0O)CCCCC1

0=C2CCC3CACCIC@@]1(CC)C(C=C[C@@]1(O)CH#C)CACCC3
=C2

CCCI1(CCC(=0O)NC1=0)c2ccccc2
C[N+]3(C)CCC(OC(=0)C(O)(clecececc1)C2CCCC2)C3
N=C(N)NCC2COCI1(CCCCC1)02
CCCCN(CCCC)CCC(0O)c2cclc(Clyce(Clyecle3ec(ceec23)C(F)(F)F
Fclcee(cel)C(=0)CCCN2CCC(O)(CC2)c3ccc(Clyec3
BrC(C1)C(F)(F)F

0=C1CCC3[C@H]2Cc5ccc(0)c40[C@@H] 1 [C@]3(CCIN@@]2
C)cds

Cleleec(cel)C(c2ecccc2)N3ICCN(CC3)CCOCCOo
NS(=0)(=0O)clcc(cccl C1)C(=O)NN2c3cceec3CC2C
Clelcee(cel)C(=0)n3c2ccc(cc2e(CC(=0)0)c3C)0C
Oclcee(cc10)C(O)C(CC)NC(O)C
Oclcee(cc10)C(O)CNC(C)C
[O-][N+](=0)O[C@H]2COC1C20CCI1O[N+]([O-))=0
CNC1(CCCCC1=0)c2cccec2Cl
O=C(N)clcc(ccc1O)C(O)CNC(C)CCc2cccec2

CC(N2)=C(C(OCC)=0)C(C(C(OCC)=0)=C2C)C(C=CC=C1)=Cl
/C=C/C(OC(C)(C)C)=0

Clclccee(c1Cl)c2nnc(N)nc2N

O=C(NCO)[C@@H]6CCCN6C(=0)C(N)CCCNC(=N)NC(=0)C(
CC(C)C)NC(=0)[C@@H](CC(C)C)NC(=0)C(Cclcce(O)ecl)NC
(=O)C(CO)NC(=0)C(Cc3cnc2ecccc23)NC(=0)C(Cedenend)NC(
=0)C5CCC(=0O)N5

Oclcec(C[C@H](N)C(=0)O)ccl1O
O=C(Nclc(C)cececlC)CN(CO)CC

Clc3cc4CCcelecenc 1 C(=C2/CCN(CC2)C(=0)0OCC)\c4ec3
CNCCCC24CCC(clcceecl2)c3cccec34
Cclccee(c1)CN2CCN(CC2)C(e3cec(Cl)ee3)cdeccecd

CC(=0)[C@@]2(0)CCC1C3C[C@H](C)C4=CC(=0)CC[C@]4(
C)C3CC[C@@]12C

O=C(O)[C@@H](N)Cclcce(cc)N(CCCI)CCCl
O=C(N)OCC(C)(COC(=0)N)CCC
C[C@H](NC)Cclcccceel
CC[N+](C)(CC)CCOC(=0)C1c3ccecc3Oc2eccccl2
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Methocarbamol
Methoxyflurane
Methscopolamine
Methylphenidate

Methysergide

Metoclopramide
Midodrine
Mirtazapine
Modafinil

Montelukast
Moricizine

Morphine

Nalmefene
Neostigmine

Nifedipine

Oxycodone

Paroxetine
Pecazine
Pergolide

Phenylbutazone

Phenytoin

Pilocarpine
Pimozide

Pramipexole
Probenecid
Procyclidine
Propantheline
Pseudoephedrine
Pyrantel
Quinidine

Ranitidine

Rifampin

Risperidone

Ropinirole
Salmeterol

Selegiline

CCR3
CCR3
CCR3
CCR3

CCR3

CCR3
CCR3
CCR3
CCR3

CCR3

CCR3

CCR3

CCR3

CCR3

CCR3

CCR3

CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3
CCR3

CCR3

CCR3

CCR3
CCR3
CCR3

-1
-1
-1
-1

Prediction
Training
Training

Training
Prediction

Training
Training
Training

Prediction
Training
Training

Training

Prediction
Training

Training

Training

Prediction
Training
Training
Training

Prediction
Training
Training
Training

Prediction
Training
Training
Training

Prediction
Training

Training

Training

Prediction
Training
Training

Training

NC(=0)OCC(0)COclcceeclOC

CIC(CDHC(F)(F)OC
OC[C@H](c1ceeecl)C(=0)OC2CC3C40C4C(C2)[N+]3(C)C
O=C(OC)C(C1CCCCNI)c2cccece2

CC[C@@H](CONC(=0)[C@@H]4C=C1C(Cc2en(C)e3ccec]c23
YN(C)C4

Nclce(OC)e(ce 1 CI)C(=O)NCCN(CC)CC
COclcee(cc1C(O)CNC(=0)CN)OC
CNI1CC2N(CCl)cdncceec4Ce3eceec23
O=S(CC(N)=0)C(clcccccl)c2eccec2

CC(C)(O)c5ccece5CC[C@@H](SCC1(CC(=0)0)CCl)c2cecee(c2)
/C=C/c3cccdece(Cl)ccdn3

O=C(OCC)Nclcc2N(c3ceeee3Sc2ecl)C(=0)CCN4CCOCC4

Oclecc2C[C@HAN(C)CCIC@@]35[C@@H](Oc1c23)[C@@H]
(0)C=C[C@@H]45

C=C1CC[C@@]6(0)[C@H]3Cc5cec(0)c40[C@@H] 1 [C@]6(C
CIN@@]3CC2CC2)cd5

0O=C(Oclccce(c1)[N+](C)(C)C)N(C)C

CC(N2)=C(C(OC)=0)C(C(C(OC)=0)=C2C)C1=CC=CC=C1[N+]
([0-])=0

0=C1CCI[C@@]5(0)[C@H]2CcAcec(OC)c30[C@@H] 1 [C@]5(
CCIN@@]2C)c34

Felcee(cel)[C@@H]4CCNC[C@H]4COc2ccc30C0c3c2
CNI1CCCC(C1)CN2c4cceec4Sc3ceccec23
CSC[C@@H]4CCI1C(Cc2cenc3cceclc23)N(C4)CCC
O=C3C(CCCC)C(=0O)N(clececcccl)N3c2eccee2
O=CINC(=0O)C(N1)(c2ccccc2)c3eccec3
Cn2cncc2C[C@H]1COC(=0)[C@H]1CC
Felcee(cel)C(CCCN2CCC(CC2)N3cdcceecdNC3=0)c5cec(F)ees
CCCN[C@@H]1Cc2s¢(N)nc2CC1
O=S(=0)(N(CCC)CCC)clcece(ccl)C(=0)O
OC(CCNICCCCI)(c2ccecc2)C3CCCCC3
CC(C)[N+](C)CCOC(=0)C1c3ccece30c2ececec12)C(C)C
OC(C(C)NC)clecceel

CN2CCCN=C2/C=C/clcccesl
COclcce2ce(cel)necc2[C@H](O)C4CC3CCN4CC3C=C
[O-][N+](=0O)\C=C(/NC)NCCSCclccc(CN(C)C)ol
CNI1CCN(CC1)/N=C/c3c2NC(=0)C(C)=CC=C[C@H](C)[C@H](

0)[C@@H](C)[C@@H](0)[C@@H](O)[C@H](OC(C)=0)[C@
H](C)[C@@H](OC)C=CO[C@@]5(C)Oc4c(C)c(0)c(c20)c(c30)
c4C5=0

FC3=CC1=C(C=C3)C(C2CCN(CCC4=C(C)N=C5N(CCCC5)C4=
0)CC2)=NO1

CCCN(CCC)CCceleece2NC(=0)Ccel2
OCclce(cec10)C(O)CNCCCCCCOCCCCe2eccec2
C#HCCN(O)[C@H](C)Cclecccecel
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Sulfinpyrazone
Tegafur
Terpin
Tolcapone
Tranylcypromine

Trazodone
Triamcinolone

Valproic acid

Vancomycin

Venlafaxine
Verapamil

Wytensin
Zafirlukast

Zileuton

Zonisamide

CHEMBLS515193

CHEMBLA460845

CHEMBL21106

CHEMBL457043

CHEMBL20896

CHEMBL320386

CHEMBL316475

CHEMBL20345

CHEMBLA473558

CHEMBLA461687

CHEMBL319593

CHEMBL322422

CHEMBL99909

CHEMBL1201187

CCR3
CCR3
CCR3
CCR3
CCR3
CCR3

CCR3

CCR3

CCR3

CCR3
CCR3
CCR3

CCR3

CCR3
CCR3

CCRS

CCRS5

CCRS5

CCRS5

CCRS

CCRS5

CCRS

CCRS5

CCRS

CCRS5

CCRS5

CCRS

CCRS

CCRS

Prediction
Training
Training
Training

Prediction

Training
Training

Training

Prediction

Training
Training

Training
Prediction

Training

Training

Prediction

Training

Training

Training

Prediction

Training

Training

Training

Prediction

Training

Training

Training

Prediction

Training

O=C4C(CCS(=0)clcecccl)C(=O)N(c2cccec2)N4c3ceece3
FC1=CN(C(=0)NC1=0)C2CCCO2
CIC@@]1(O)CC[C@@H](CCT)C(C)(C)O
Oclcc(ce([N+]([0-])=0)c10)C(=0)c2ccc(C)cc2
N[C@@H]2C[C@H]2c1cceccl
Clclceee(c1)N2CCN(CC2)CCCN3IN=C4C=CC=CN4C3=0
OCC(=0)[C@@]3(0)[C@H](O)C[C@H]2[C@@H]4CCC1=CC(
=0)C=C[C@]1(O)[C@@]4(F)C(O)C[C@@]23C
CCCC(CCO)C(=0)0O

O=C(0)[C@@H]%10NC(=0O)[C@H]2NC(=0)[C@H](NC(=0)[C
@@H]6NC(=0)[C@H](CC(N)=O)NC(=O)[C@H](NC(=0)[C@
@H](CC(C)C)NCO)[C@H](O)c7cce(OcSccoee(Oclcec(cclClH[C@
H]20)c50C40C(CO)C(0)C(0)C40C3CC(C)(N)C(O)C(C)O3)c(
CD)c7)c8ccc(0)c(e8)c9c(O)cc(0)ccH%10

OC1(CCCCCI1)C(CN(C)C)c2ccc(OC)ec2
COclce(cec IOC)C(CHN)(CCCN(C)CCe2eec(0OC)c(0C)e2)C(C)C
Clclceec(Cl)cl/C=N/NC(=N)N

Cclcceec1 S(=0)(=0)NC(=0)c5cce(Ce3cen(C)c2ecc(cc23)NC(=0)
OC4CCCC4)c(0C)c5

NC(=O)N(O)C(C)clcc2eccee2sl

NS(=0)(=0)Cc2noclcceecl2
CCN(CICCN(CCHC(O)C[C@H](NC(=0)C2CCC2)c3cceec3)C(=
O)NCc4cce(Cl)e(Clyc4
CCN(CICCN(CCT)C(O)C[C@H](NC(=0)C2CCC2)c3cceec3)C(=
0)Cc4cce(Cl)e(Clcd
OC(=0)[C@@H](CCICCI)N2C[C@H](CN3CCC(CCC(F)(F)c4c
cc(F)ccd)CC3)[C@H](C2)cS5ccec(F)c5
CCN(CICCN(CCI)C(O)C[C@H](NC(=0)C2CCC2)c3cceec3)C(=
0)Cc4ccce(ccd)S(=0)(=0)C
OC(=0)[C@@H](CC1CCCI1)N2C[C@H](CN3CCC(CCCc4cccce
4)CC3)[C@H](C2)cScceeeS

OC(=0)[C@@H](C1CCC1N2C[C@H](CN3CCC(CCCc4cccccd)
CC3)[C@H](C2)c5¢cceees

OC(=0)[C@@H](CC1CCI)N2C[C@H](CN3CCC(CCCc4cccecd)
CC3)[C@H](C2)c5cceees

OC(=0)[C@@H](CC1CCCI)N2C[C@H](CN3CCC(CCSc4ccc(F
)ccd)CC3)[C@H](C2)cS5ceec(F)es
CC(C)clnne(C)n1C2CCN(CC2)C(C)C[C@H](NC(=0)C3CCCC3
)cdcccecd
CCN(CICCN(CCT)C(O)C[C@H](NC(=0)C2CCC2)c3ccecc3)C(=
O)NCc4cccecd

OC1(CCCc2ccc(cc2)c3nnn[nH]3)CCN(C[C@H]4CN(CC5CCCC
CS5)C[C@@H]4c6ccccc6)CCl

Cnlnnnclc2cec(CCCC3(0)CCN(C[C@HJ4CN(CC5CCCCC5)C
C@@H]4c6cceec6)CC3)cc2

OC(=0)[C@@H](C1CCCCIN2C[C@H](CN3CCC(CCCc4ccece
4)CC3)[C@H](C2)cScccecs
CC(C)clnne(C)nl[C@@HR2C[C@H]3CC[C@@H](C2)N3CC[C
@H](NC(=0)C4CCC(F)(F)CC4)c5cceecs
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OC(=0)[C@@H](CC1CCC1N2C[C@H](CN3CCC(CCCedece(c

CHEMBL21147 CCRS5 1 Training c4)C(F)(F)F)CC3)[C@H](C2)c5ccee(F)c5
- OC(=0)[C@@H](CC1CCCI1)N2C[C@H](CN3CCC(CCC(F)(F)c
CHEMBL20622 CCRS I Training 1y o (F)eed)CO3)[C@H](C2)eScecccs
- CCN(CICCN(CC[C@H](c2cce(ec2)S(=0)(=0)C)c3ccee(F)e3)CC
CHEMBL212731 CCR5 1 Prediction 1)C(=0)Cedcco(ced)S(=0)(=0)C
- OC(=0)[C@@H](CC1CC1)N2C[C@H](CN3CCC(CC3)cdcnc(Ce
CHEMBL520091 CCR5 | Training Scecced)sd)[C@H](C2)cboceect
- OC(=0)[C@@H](CCICCC1)N2C[C@H](CN3CCC(CC3)cdcenc(
CHEMBLS511493 CCR5 1 Training CeScocees)s)[C@H](C2)cbecccct
- OC(=0)[C@@H](C1CCCCC1)N2C[C@H](CN3CCC(CC3)c4cnc
CHEMBL480503 CCR5 1 Training (CeScccees)sd) [C@H](C2)cbeecect
CHEMBL317710 CCR5 1 Prediction OC1(CCCc2cccce2)CCN(C[C@H]3CN(CC4CCCCCA)C[C@@H
13¢5cceecs)CCl
- OC(=0)[C@@H](CC1CCC1)N2C[C@H](CN3CCC(CC3)cdcenc5
CHEMBL194497 CCR5 1 Training coo(F)end$)[C@H](C2)c6eeee(F)ch
- OC(=0)[C@@H](CC1CCC1)N2C[C@H](CN3CCC(CCC(F)(F)c
CHEMBL21117 CCRS b Training ) o (F)ecd)CC3)[C@H](C2)eSceco(F)es
- OC(=0)[C@@H](CC1CCCCCI)N2C[C@H](CN3CCC(CCC(F)(
CHEMBLA55073 CCRS b | Training gyt ce(F)eed)CC3)[C@H](C2)e5cecces
- CCN(C1CCN(CC[C@H](c2cce(ce2)S(=0)(=0)C)c3cc(F)ec(F)e3)
CHEMBL212689 CCR5 1 Prediction CC1)C(=0)Cedeec(ced)S(=0)(=0)C
CHEMBLA59384 CCRS 1 Training CCN(CICCN(CCHC(C)C[C@H](NC(=0)C2CCC2)c3cceece3)C(=
0)Cc4cce(Cl)ccs
- OC(=0)[C@@H](CC1CCCIN2C[C@H](CN3CCC(CC3)cdoc(C
CHEMBL480693 CCR5 | Training cScccees)ned) [C@H](C2)cbeeeect
. CCclcen2e(enc2c]1)C3CCN(C[C@HJ4CN(C[C@@H]4c5ccce(F)e
CHEMBL193984 CCR5 1 Training 5)[C@H](CC6CCC6)C(=0)0)CC3
CHEMBLA89513 CCR5 1 Prediction CC(C)clnnec(C)n1C2CCN(CC2)C(C)C[C@H](NC(=0)C3CC(F)(
F)C3)c4ccecccd
- C[n+]1n[nH]c(n1)c2cec(CCCC3(O)CCN(C[C@H]4CN(CC5CCC
CHEMBL103790 CCR5 1 Training CC5)C[C@@H]4cbceeec6)CC3)ee2
- OC(CCCICCN(C[C@H]2CN(C[C@@H]2c3ccece(F)e3)[C@H](C
CHEMBL20453 CCRS 1 Training C4CC4)C(=0)0)CC)c5cee(F)ecs
- Cnlnnc(nl)c2ccc(CCCC3(0)CCN(C[C@HJ4CN(CC5CCCCCS)C
CHEMBL464132 CCR5 | Training [C@@H4cbeccec6)CC3)oc2
- OC(=0)[C@@H](CCICCC1)N2C[C@H](CN3CCC(CC3)cdcnc5
CHEMBL371584 CCRS 1 Prediction cocends)[C@H](C2)cbeccech
- CCN(CICCN(CCHC(C)C[C@H](NC(=0)C2CCC2)c3cceee3)C(=
CHEMBL456226 CCR5 | Training 0)Cedece(ccd)C(F)(F)F
- CC(C)clnne(C)n1C2CCN(CC2)[C@H](C)C[C@H](NC(=0)C3C
CHEMBL491319 CCR5 1 Training C(F)(F)C3)cdeccocd
- OC(=0)[C@@H](CC1CCC1)N2C[C@H](CN3CCC(CC3)cdcencs
CHEMBL371177 CCRS b Training | oy (Clend3)[C@H(C2)ebecce(F)e6
-y CC(O)C[C@@H](N1C[C@H](CN2CCC(CCC(F)(F)c3cce(F)ee3)
CHEMBL471920 CCRS 1 Prediction CC2)[C@H](C1)checco(F)ed)C(=0)0
- Ccleeee(C)e1C(=0)N2CCC(C)(CC2)N3CCC(CC3)N(Cedcceccd)
CHEMBLA472464 CCR5 1 Training C(=0)C5CC5
CHEMBL278085 CCR5 1 Training OC(=0)[C@@H](CC1CCC1N2C[C@H](CN3CCC(CCCc4ccece

4)CC3)[C@H](C2)cSccce(F)es



Electronic Supplementary Material (ESI) for Molecular BioSystems
This journal is © The Royal Society of Chemistry 2012

CC(C)[C@@H](N1C[C@H](CN2CCC(CC2)c3cnc(Cedeccecd)s3

CHEMBL513564 CCRS 1 Training )IC@H](C1)c5ceeecs)C(=0)0
CHEMBLA473759 CCR5 1 Prediction CC(C)clnnc(C)n1C2CCN(CC2)C(O)C[C@H](NC(=0)C3CcCccce
3)c4cceecd
.. CCclne(Cc2cccec2)[nH]c1 C3CCN(C[C@H]4CN(C[C@@H]4c5¢
CHEMBL500631 CCRS 1 Training coees)[C@H](CC6CCC6)C(=0)0)CC3
- OC(=0)[C@@H](CCI1CCCI)N2C[C@H](CN3CCC(CC3)c4cncS
CHEMBL195753 CCRS L] Training o (endS)N+](=0)[O-)[C@H](C2)cecec(F)e6
.. OC(=0)[C@@H](CCI1CCCI)N2C[C@H](CN3CCC(CC3)c4[nH]
CHEMBLA72412 CCRS ! Training c(Cc5cceeed)nc4CH[C@H](C2)cbeccecod
-y OC(=0)[C@@H](C1CCCCCI)N2C[C@H](CN3CCC(CC3)c4cnc
CHEMBLS520755 CCR5 1 Prediction (CeScccees)[nH]4)[C@H](C2)c6oceect
CHEMBL377914 CCR5 1 Training Fcleee(CC(=O)NC2CCN(CC[C@H](NC(=0)C3CCC3)cdcceccd)
CC2)ccl
.. CC(O)[C@@H](NIC[C@H](CN2CCC(CCCc3ccccc3)CC2)[C@
CHEMBL318406 CCRS 1 Training H](C 1)cdccceed)C(=0)0
- CCN(CICCN(CC[C@@H](c2cccee2)c3cee(ce3)S(=0)(=0)C)CC
CHEMBL211866 CCR5 1 Training 1)C(=0)Cedcce(ccd)S(=0)(=0)C
- CCclne(Cc2cccec2)sc1C3CCN(C[C@HACN(C[C@@H]4c5¢cccee
CHEMBLA471251 CCR5 1 Prediction ¢5)[C@H](CC6CCCO)C(=0)0)CC3
. OC(=0)[C@@H](CCICCCI)N2C[C@H](CN3CCC(CC3)c4cncS
CHEMBL193822 CCRS ! Training cce(endS)coececcd)[C@H](C2)c7cece(F)c7
[O-
CHEMBL328297 CCR5 1 Training  |]J[N+](=0)c1lccc(COC(=0)N(CC=C)C2CCN(C[C@H]3CN(C[C@
@H]3c4cccecd)C(=0)c5cceec5SClCC2)ecl
. CC(O)C[C@@H](NIC[C@H](CN2CCC(CCSc3cce(F)ee3)CC2)[
CHEMBL471909 CCR5 1 Training C@H](C1)checco(F)ed)C(=0)0
- CCnlnc(Cc2ccecc2)ccl C3CCN(C[C@HJACN(C[C@@H]4c5cccc
CHEMBL172854 CCRS 1 Prediction
(F)e5)[C@@H](C(=O0)O)C(C)(C)C)CC3
- OC(=0)[C@@H](CC1CCCIN2C[C@H](CN3CCC(CCCc4cce(F
CHEMBL281607 CCRS 1 Training )ecd)CC3)C@H](C2)cScece(F)es
- OC(=0)[C@H](N1C[C@H](CN2CCC(0O)(CCCc3ccccc3)CC2)[C
CHEMBL101961 CCR5 1 Training @H](Cl)cdccoced)csceeecs
- OC(=0)[C@@H](C1CCCCCIN2C[C@H](CN3CCC(CC3)cdonc
CHEMBL511634 CCR5 1 Training (CeScecceS)ed)[C@H](C2)cbeeccct
-y OC(=0)[C@@H](CCI1CCCI)N2C[C@H](CN3CCC(CC3)c4cncS
CHEMBL435886 CCRS 1 Prediction coo(end3)C(F)(F)F)[C@H](C2)c6ceee(F)ch
- OC(=0)[C@@H](C1CCCCCI1)N2C[C@H](CN3CCC(CCCn4cnc
CHEMBL193440 CCRS5 1 Training Scccecd’)CC3)[C@H](C2)cboecech
- OC(=0)[C@@H](CCI1CCCI)N2C[C@H](CN3CCC(CC3)c4cncS
CHEMBL193988 CCR5 | Training coe(ClyendS)[C@H](C2)cbecec(F)ch
.. CCclnc(Cc2ccecc2)oc1 C3CCN(C[C@HJACN(C[C@@H]4c5cccee
CHEMBLA449758 CCR5 1 Training ¢$)[C@H](CC6CCCH)C(=0)0)CC3
- CCC(CO[C@@H](NIC[C@H](CN2CCC(CC2)c3cc(Ccédceccecd)
CHEMBLA435727 CCR5 1 Prediction nn3CO)[C@H](C)eSccce(F)es)C(=0)0
. CC(O)C[C@@H](NIC[C@H](CN2CCC(CCS(=0)(=0)c3ccc(F)c
CHEMBL470510 CCR5 1 Training ¢3)CC2)[C@H](C 1 )checce(F)ed)C(=0)0
CHEMBLA61690 CCRS 1 Training CCN(CICCN(CCT)C(O)C[C@H](NC(=0)C2CCC2)c3cceec3)C(=

0)Cc4ccc(F)ccd
CHEMBL379082 CCR5 1 Training |CCN(C1CCN(CC[C@H](c2cce(cc2)S(=0)(=0)C)c3ccec(Cl)e3)C
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CHEMBLA420465 CCR5 1 Prediction
CHEMBL93139 CCR5 1 Training
CHEMBL196497 CCR5 1 Training
CHEMBLA471623 CCR5 1 Training
CHEMBLA481068 CCRS 1 Prediction
CHEMBL480890 CCR5 1 Training
CHEMBL99788 CCRS 1 Training
CHEMBL198758 CCR5 1 Training
CHEMBL382435 CCRS 1 Prediction
CHEMBL207182 CCRS5S 1 Training
CHEMBLA471542 CCR5 1 Training
CHEMBL175327 CCR5 1 Training
CHEMBL173095 CCR5 1 Prediction
CHEMBL353331 CCRS 1 Training
CHEMBL481080 CCRS5S 1 Training
CHEMBL1222769 CCR5 1 Training
CHEMBLA455570 CCR5 1 Prediction
CHEMBL174304 CCR5 1 Training
CHEMBLA481274 CCR5 1 Training
CHEMBL283788 CCR5 1 Training
CHEMBL457044 CCRS 1 Prediction
CHEMBL20598 CCRS5S 1 Training
CHEMBL480504 CCR5 1 Training
CHEMBL352514 CCR5 | Training
CHEMBL380447 CCRS5 1 Prediction

C1)C(=0)Cc4ccc(ccd)S(=0)(=0)C

OC1(CCCc2ccc(Ce3nn[nHn3)cc2)CCN(C[C@H]4CN(CC5CCC
CCS5)C[C@@H]4c6ccccc6)CCl

CN(C[C@@](C)(CCN1CCC(CCIN(CC=C)C(=0)OCc2ccc(cc2)[
N+](=0)[O-])c3cccee3)S(=0)(=0)cdcccecd

OC(=0)[C@@H](CCI1CCCI)N2C[C@H](CN3CCC(CC3)c4cncS
cneen4dS)[C@H](C2)cb6eccechd

Ccleeec(C)el1C(=O)N2CCC(CC2)N3CC[C@H](C3)N(Ccécccccs
)C(=0)C5CC5

Celeeee(C)elC(=0)N2[C@@H]3CC[C@H]2C[C@@H](C3)N4C
C[C@H](C4)N(CcSeceecS)C(=0)C6CC6

CCclnc(Cc2ccecc2)sc1 C3CCN(C[C@HACN(C[C@@H]4c5ccec
¢5)[C@H](CC(C)C)C(=0)0)CC3

COC(=0)[C@@H](C1CCCCCI1)N2C[C@H](CN3CCC(0)(CCCc
4ceeccd)CC3)[C@H](C2)cS5ceeecs

CCN(C1CCN(CCC(c2eceec2)e3ece(ce3)CHN)CC1)C(=0)Cedecc(
cc4)S(=0)(=0)C

CCN(C1CCN(CC[C@H](c2cce(ce2)S(=0)(=0)C)c3ec(F)ee(Cl)e3
)CC1)C(=0)Cedcee(ced)S(=0)(=0)C

CC(=0)N1CCC(CC1)C(=0)N(CCCN2CCC(Ce3cce(F)ec3)CC2)e
4cee(Cle(Cl)cd

OC(=0)[C@@H](C1CCCCCIN2C[C@H](CN3CCC(CC3)cdce(
Cc5ceceeS)ond)[C@H](C2)cobeccechd

CCnlnc(Cc2ccecc2)ccl C3CCN(C[C@HJACN(C[C@@H]4c5cccc
(F)c5)[C@H](CC6CCH)C(=0)0)CC3

CCnlnc(Cc2cccec2)cc1 C3CCN(C[C@HJACN(C[C@@H]4c5cccee
(F)c5)[C@H](CC6CCCH)C(=0)0)CC3

CCnlnc(Cc2ccecc2)ccl C3CCN(C[C@HJACN(C[C@@H]4c5cccc
¢5)[C@H](C6CCCCCH)C(=0)0)CC3

OC(=0)[C@@H](C1CCCCCI)N2C[C@H](CN3CCC(CC3)c4csc
(CcS5cecee5)nd)[C@H](C2)cbeccech

O[C@@]1(CN(C[C@@H]1CN2CCC(CC2)N(CC=C)C(=O)NCc3
cce(ce3)C(F)(F)F)C(=0)C4CCCC4)c5ceec(F)es

CC(C)clnc(C)nnl1C2CC3CCC(C2)N3CC[C@H](NC(=0)C4CCC(
F)(F)CC4)c5cccccs

CCnlnc(Cc2cccec2)ccl1 C3CCN(C[C@HJACN(C[C@@H]4c5cccee
(F)c5)[C@H](C(C)C)C(=0)0O)CC3

OC(=0)[C@@H](C1CCCCCIN2C[C@H](CN3CCC(CC3)cdoc(
Cc5cecceceS)end)[C@H](C2)cbeccecod

COC(=0)C(CCC1CCN(C[C@H]2CN(C[C@@H]2¢3ccec(F)e3)[
C@H](CC4CC4)C(=0)0)CC1)e5ece(F)ecs

CCN(CICCN(CCHC(C)C[C@H](NC(=0)C2CCC2)c3ccece3)C(=
0)Cc4ccee(Cl)c4

CC(0)(CCC1CCN(C[C@H2CN(C[C@@H]2¢3cece(F)e3)[C@H
(CC4CC4)C(=0)0)CC1)eSece(F)ecs

OC(=0)[C@@H](CCICCI1)N2C[C@H](CN3CCC(CC3)c4oc(Cc5
cceeeS)ncd)[C@H](C2)coeceechd

CCnlnc(Ce2eceec2)ec] C3CCN(C[C@HIACN(C[C@@H]4c5ccce
¢3)[C@H](C6CCC6)C(=0)0)CC3

CCCCOCCOccee(cel)e2ece3N(CCC)CCC\C(=C/e3e2)\C(=0)N
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cdcecc(ccd)[S+]([O-])Cc5cnenSCCC
CCN(CICCN(CCC(c2cceec2)c3cee(ce3)S(=0)(=0)C)CC1)C(=0)

CHEMBL198150 CCR5 1 Training Ceeco(ced)S(=0)(=0)C
.. CS(=0)(=0)N1CCC(CC1)C(=O)N(CCCN2CCC(Cc3cce(ce3)CHN
CHEMBL207630 CCR5 1 Training )CC2)choce(Cle(Clcd
CHEMBL437494 CCR5 1 Training CC(=O)N1CCC(CC1HC(=O)N(CCCN2CCC(CC2)Sc3cce(F)ee3)e
4cec(Cl)e(Clycd
- CCCCOCCOclcec(cel)c2eee3N(Cedenn(C)cd)CCC\C(=C/e3c2)\
CHEMBL204743 CCRS 1 Prediction C(=0)NeScee(ces)[S+]([0-])Cebenen6CCC
- CCCN(CI1CCN(C[C@H]2CN(C[C@@H]2c3ccee(F)e3)[C@H](C
CHEMBL428104 CCR5 1 Training C4CCC4)C(=0)0)CC)eSnceens
- CCCCOCCOclcee(cel)c2ece3N(CC(C)C)CCC(=Ce3c2)C(=0)Nc
CHEMBL204821 CCR5 1 Training Acco(cod)[SH]([0-])CeSenensCCC
CHEMBL179141 CCRS 1 Training CI\_I(CC_(C)(CCNICCCZC(CCN2C(:O)OC(C)(C)C)C1)c3ccccc3)
S(=0)(=0O)c4cccccd
- CN(CC(C)(CCNICCC2C(CCN2C(=0)OCc3ccc(ce3)[N+](=0)[O-
CHEMBL179209 CCRS 1 Prediction 1)Cl)cdecceed)S(=0)(=0)eSceeces
.. CCN(CICCN(CC[C@H](CN(C)S(=0)(=0O)c2ccecc2)c3cceee3)C
CHEMBLS85086 CCR5 1 Training C1)C(=0)OCc4cccccd
CHEMBL214818 CCR5 1 Training Cclnc2ceceee2n1C3CC4CCC(C3)N4ACC[C@H](NC(=0)C5CCCS)
cbeeeech
- OC(=0)CCclccc(CCCC2(O)CCN(C[C@H]3CN(Cc4cCcCees)C
CHEMBL320149 CCRS5 1 Training [C@@H]3c5cccees)CC2)ccl
CHEMBLA69724 CCR5 1 Prediction EC((?:(C(CI‘):Z Innc(C)n1 C2CCN(CC2)C(C)C[C@H](INC(=0)C3CCC3)c
- CC(O)[C@@H](NIC[C@H](CN2CCC(0O)(CCCc3cccee3)CC2)[C
CHEMBL318210 CCR5 1 Training @H](C1)cdcccced)C(=0)0
- OC(=0)[C@@H](C1CCCCCI1)N2C[C@H](CN3CCC(CC3)cdncc
CHEMBL511494 CCR5 1 Training (CeScecceS)s4)[C@H](C2)c6oecect
- OC(=0)[C@@H](C1CCCCCI1)N2C[C@H](CN3CCC(CC3)c4cc(
CHEMBL499483 CCRS b Training | H14)C(F)(F)eseccces)[C@H](C2)cboceect
- CCCCOCCOclcee(cel)c2cce3N(CCC)CCC\C(=C/c3c2)\C(=0O)N
CHEMBL202814 CCRS 1 Prediction chcco(ced)[S+]([0-])CesnnensCCC
- CS(=0)(=0)N1CCC(CC1)C(=O)N(CCCN2CCC(Cc3cee(ce3)S(=
CHEMBL207487 CCR5 | Training 0)(=0)C)CC2)cdece(Cl)e(Cl)c
.. OC(=0)[C@@H](C1CCCCCI1)N2C[C@H](CN3CCC(CC3)c4cce(
CHEMBL172659 CCRS ! Training Cc5cecceS)n[nH]4)[C@H](C2)cb6eccecod
. CCN(CICCN(CCC(c2cccec2)e3cee(ce3)C(F)(F)F)CC1)C(=0)Cc4
CHEMBL197641 CCR5 1 Training coo(ced)S(=0)(=0)C
- CCnlce(CCc2cceec2)c(nl)C3CCN(C[C@H]ACN(C[C@@H]4c5c
CHEMBL366626 CCRS 1 Prediction cceed)[C@H](C6CCCCCH)C(=0)0)CC3
- CCN(CICCN(CCHC(C)C[C@H](NC(=0)C2CCC2)c3ccece3)C(=
CHEMBLA457960 CCRS 1 Training 0)Cedeee(Cl)ccdCl
- CCCCOCCOclcee(cel)c2cce3N(CC(C)C)CCC\C(=C/e3c2)\C(=0
CHEMBL203536 CCR5 | Training Nedceo(ced)[S+]([0-])CeSnnenSCCC
- OC(=0)[C@@H](C1CCCCCIN2C[C@H](CN3CCC(CC3)n4dcne
CHEMBL364070 CCR5 1 Training ScccccdS)[C@H](C2)cboceect
CHEMBL193972 CCR5 1 Prediction OC(=0)[C@@H](C1CCCCCI1)N2C[C@H](CN3CCC(CCn4cnc5c

ccee45)CC3)[C@H](C2)cbececchd
CHEMBL382252 CCRS5 1 Training |CS(=0)(=0)N1CCC(CC1)C(=O)N(CCCN2CCC(Cc3ccce(c3)C(=
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CHEMBLA436290

CHEMBL205539

CHEMBL1172035

CHEMBL1222771

CHEMBL318909

CHEMBL193678

CHEMBL366536

CHEMBL102675

CHEMBLA472260

CHEMBLA475606

CHEMBL368265

CHEMBL318681

CHEMBLS2301

Aceclofenac
Acetaminophen
Acetazolamide
Acetophenazine

Amantadine
Ambenonium

Amineptine
Amiodarone
Anmitriptyline
Aprobarbital
Artane
Aspirin
Atenolol
Atropine

Baclofen

Beclomethasone

Benzonatate

Biperiden

CCRS5

CCRS5

CCRS

CCRS5

CCRS5

CCRS5

CCRS

CCRS5

CCRS5

CCRS

CCRS

CCRS5

CCRS5

CCRS5
CCRS
CCRS5
CCRS5
CCRS

CCRS

CCRS5S
CCRS
CCRS5
CCRS
CCRS
CCRS5
CCRS5
CCRS
CCRS5

CCRS5

CCRS5

CCRS5

Training

Training

Prediction

Training

Training

Training

Prediction

Training

Training

Training

Prediction

Training

Training

Training
Prediction
Training
Training

Training
Prediction

Training
Training
Training
Prediction
Training
Training
Training
Prediction

Training
Training
Training

Prediction

O)N)CC2)c4cee(Clc(Clyc4

OC(=0)[C@@H](C1CCCCCIN2C[C@H](CN3CCC(CC3)n4dcne
SccencdS)[C@H](C2)coecccchd

CC(=O)N1CCC(CCI1)C(=O)N(CCCN2CCC(CC2)S(=0)(=0)c3cc
c(F)cc3)cdece(Cl)e(Cl)cd

O[C@@]1(CN(C[C@@H]1CN2CCC(CC2)N(CC=C)C(=0)OCc3
cee(ee3)[N+](=0)[0-])C(=0)C4CCCCA)cScececs

CNS(=0)(=0)c 1 cce(CC(=0)N(CC=C)C2CCN(C[C@H]3CN(C[C
@]3(0)cdecec(F)ed)C(=0)C5CCCC5)CC2)eel

OC(=0)clcecc(CCCC2(O)CCN(C[C@H]3CN(Cc4Ccceee4)Cie
@@H]3c5cecee5)CC2)el

OC(=0)[C@@H](CCICCC1)N2C[C@H](CN3CCC(CC3)cdcenc5
ccenndS)[C@H](C2)cb6eccecod

CCCCnlnc(Cc2cccec2)cc C3CCN(C[C@H]J4CN(C[C@@H]]4c5¢
ceee5)[C@H](C6CCCCCH)C(=0)0)CC3

C[C@@H](N1C[C@H](CN2CCC(O)(CCCc3cccec3)CC2)[C@H]
(Cl)c4cccecd)C(=0)0

Ccleece(C)el C(=0)N2CCC(CC2)N3CCC(CC3)N(Cedececed)C(
=0)C5CCC5

OC(=0)[C@@H](CCICCCI)N2C[C@H](CN3CCC(CC3)c4cncS
ccenn4dS)[C@H](C2)c6eccec(F)co

CCnlncc(Ce2ceccc2)c1 C3CCN(C[C@HJACN(C[C@@H]4c5ccecec
¢5)[C@H](C6CCCCCH)C(=0)0O)CC3

0C(=0)[C@@H](C1CC1)N2C[C@H](CN3CCC(CCCcdccceed)C
C3)[C@H](C2)c5cecces

COC[C@H](N1CCN(C[C@@H]1C)C2(C)CCN(CC2)C(=0)c3¢c(
C)ncene3C)cdece(ccd)C(F)(F)F

Clc2ccecc(Cl)e2Nelceecc 1 CC(=0)OCC(=0)0O
Oclcee(NC(C)=0O)ccl

O=S(N)(=O)c1nnc(NC(C)=0)s1
CC(=0)c2cc3N(CCCNICCN(CCO)CCl)cdecceedSc3ec2
NC13CC2CC(CC(C1)C2)C3

Clc2ceccc2C[N+](CC)(CC)CCNC(=0)C(=O)NCC[N+](Cclcceee
1Cl)(CC)CC

O=C(0O)CCCCCCNC2c3ccccc3CCceleceecl2
CCN(CC)CCOclc(D)ee(ccl)C(=0)c2ce3cceecc30c2CCCC
CN(C)CC\C=C1\c3cccee3CCe2cceccl2
O=CINC(=0O)NC(=0)CI(CC=C)C(C)C
OC(CCNICCCCCT)(c2cceec2)C3CCCCC3
0O=C(C)OclccecclC(=0)O
CC(C)NCC(0)COclcee(ccl)CC(N)=0
CN3CICCC3C[C@@H](C1)OC(=0)C(CO)c2cccec2
Clecleece(cel)C(CN)CC(=0)0O
OCC(=0)[C@@]4(0)[C@@H](C)CC3C2CCCI=CC(=0)C=C[C
@I(O)[C@@]2(CH[C@@H](0)C[C@@]34C

O=C(OCCOCCOCCOCCOCCOCCOCCOCCOCCOC)clecc(NC
CCC)ccl

OC(CCNI1CCCCCT)(c2eceec2)C4CC3C=CC4C3
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Bromocriptine
Buclizine

Budesonide

Buprenorphine

Caffeine
Cantil
Carbachol
Carbamazepine
Carisoprodol

Carvedilol
Cefoperazone

Chloral hydrate
Chlordiazepoxide
Chlorpropamide
Chlorthalidone
Clidinium
Clobazam

Clofazimine

Clomipramine

Clonidine

Codeine

Colchicine

Cyclizine

Cyclosporin

Dextropropoxyphene

Diazepam
Diflucortolone

Dimercaprol
Diphenhydramine
Diphenidol
Dobutamine
Dofetilide
Domperidone

Dopamine

Doxazosin

CCRS5

CCRS5

CCRS5

CCRS

CCRS5
CCRS5
CCRS5
CCRS5
CCRS5
CCRS

CCRS5

CCRS
CCRS5
CCRS5
CCRS5
CCRS5
CCRS5

CCRS

CCRS5
CCRS5S

CCRS

CCRS5

CCRS5

CCRS5

CCRS
CCRS

CCRS5

CCRS
CCRS5
CCRS
CCRS5
CCRS5
CCRS5
CCRS

CCRS5

Training
Training

Training

Prediction

Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training

Prediction

Training

Training

Training

Prediction

Training

Training
Training

Prediction
Training
Training
Training

Prediction
Training

Training

Training

Bre3nc2ccce 1 C4=C[C@H](CN(C)C4Cc3c12)C(=0)N[C@@]7(O
[C@]6(0)N([C@@H](CC(C)C)C(=0)N5CCCC56)CT=0)C(C)C

CC(C)(C)cleee(ee1)CN2CCN(CC2)C(e3cec(Cl)ee3)cdcccecd

0CC(=0)[C@@]530C(0[C@@H]5CC2C1CCC4=CC(=0)C=C[
C@]4(C)C1[C@@H](0)C[C@@]23C)CCC

CC(C)(C)C(C)(0)[C@H]1C[C@]75CCIC@]1(0C)[C@@H]20c4
¢(0)ccc3C[C@H]7IN@](CC[C@]25¢34)CC6CC6

O=C2c1n(C)cncIN(C)C(=0)N2C
O=C(OCICCC[N+](C)(C)C1)C(O)(c2cceec2)c3eccece3
C[N+](C)(C)CCOC(=O)N
NC(=0O)N2c3ccecee3C=Cclceeecl2
O=C(NC(C)C)OCC(C)(COC(=O)N)CCC
COc4cccccdOCCNCC(0)COc2cecec3nclecceclc23

0=C1C(=0)N(CC)CCN1C(=0)N[C@H](c2cec(0)cc2)C(=0)N[C
@@H]5C(=0)N4C5SCC(CSc3nnnn3C)=C4C(=0)0

CIC(CI)(C)C(O)O
Clclecc2N=C(C[N+]([O-])=C(c2c1)c3cccecc3)NC
O=S(=0)(NC(=O)NCCC)clcce(Cl)ecl
NS(=0)(=0)clcc(ccclCl)C3(O)NC(=0)c2ceccc23
OC(clceeecel)(c2cceec2)C(=0)OC4C[N+]3(C)CCC4ACC3
Clelcec2e(c1)N(C(=0)CC(=0)N2C)c3cceec3

Clclecc(cc1)NC3=CC4=Nc2ccccc2N(C4=C\C3=N\C(C)C)c5cce(
Checs

CN(C)CCCN2c3cceec3CCclece(Cl)ecl2
Clc2ceec(Cl)c2\N=C1/NCCN1

COclcec2C[C@H]SIN@@](C)CC[C@@]43C5C=C[C@H](0)[C
@@H]40c1c23

CC(=0)N[C@H]2CCc3cc(OC)c(0C)e(OC)c3C1=CC=C(OC)C(=
0)C=C12

CNICCN(CCI1)C(c2cccee2)c3ceccc3

CC(C\C=C\C)C(0)C1C(=0)NC(CC)C(=0)N(C)CC(=0)N(C)C(C
C(C)C)C(=0)NC(C(=0)N(C)C(CC(C)C)C(=0)NC(C)C(=0)NC(
C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(C(
C)C)C(=0)N1C)C(C)C

CN(C)CC(CO)C(OC(=0)CC)(Cclcceeel )e2eccec2
Clclcec2e(c1)C(=NCC(=0O)N2C)c3cccec3
OCC(=0)[C@HJ4[C@H](C)CC3C2C[C@H](F)C1=CC(=0)C=C[
C@(O[C@@2(F[C@@H](O)C[C@@]34C

OCC(S)CS

CN(C)CCOC(cleceeel)c2eccec2
OC(CCCNI1CCCCCI)(c2cccec2)c3eceec3
Oc2cec(CCNC(C)CCcleee(O)cel)ec20
CS(=0)(=0)Nclcce(cc1)CCN(C)CCOc2cce(cc2)NS(C)(=0)=0
Clc4ccSNC(=O)N(C3CCN(CCCNI1c2ceccce2NC1=0)CC3)c5cc4
Oclccc(CCN)eclO
COclce2ne(ne(N)c2cc1OC)N3ICCN(CC3)C(=0)C4COc5cccec50
4
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Doxepin

Dronabinol
Droxicam

Entacapone
Epinephrine

Eprosartan
Ergotamine

Ethosuximide

Fentanyl
Fexofenadine

Flecainide

Flunarizine
Flunisolide

Fluoxetine
Fluvoxamine

Gabapentin
Gestodene

Glutethimide
Glycopyrrolate
Guanadrel
Halofantrine
Haloperidol
Halothane

Hydromorphone

Hydroxyzine
Indapamide
Indomethacin
Isoetharine
Isoproterenol
Isosorbide
Ketamine
Labetalol

Lacidipine

Lamotrigine

Leuprorelin

Levodopa

CCRS5
CCRS5

CCRS5

CCRS
CCRS5
CCRS5

CCRS

CCRS5
CCRS

CCRS

CCRS5
CCRS5

CCRS5

CCRS5
CCRS5
CCRS5

CCRS

CCRS
CCRS5
CCRS5
CCRS
CCRS5
CCRS5

CCRS5

CCRS5
CCRS5
CCRS
CCRS
CCRS
CCRS
CCRS5
CCRS5

CCRS5

CCRS5

CCRS

CCRS5

-1

-1

Prediction

Training
Training

Training
Prediction

Training
Training

Training

Prediction
Training

Training

Training
Prediction

Training
Training

Training
Prediction

Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training

Prediction

Training

Training

Training

CN(C)CC\C=C1/c3ccece30Cc2eccecl2
CCCCCc3cc20C(C)C)CICCC(C)=CC1c2c(0)c3

0=C(N2C3=NC=CC=C3)C(N1C)=C(OC2=0)C(C=CC=C4)=C4S
1(=0)=0

Oclcc(\C=C(/C#N)C(=O)N(CC)CC)cc([N+]([O-])=0)c10
Oclcece(ccl10)[C@@H](O)CNC
OC(=0)C(/Cclceces])=C/c3enc(CCCCN3Cc2ccc(cc2)C(=0)0

CN2C[C@@H](C=C1c3ceccdnec(CC12)c34)C(=0)N[C@]8(C)O
[C@]7(O)N([C@@H](CcSceceeS)C(=0)N6CCCC67)C8=0

CC1(CC)CC(=0O)NC1=0
CCC(=O)N(C2CCN(CCclcceeel)CC2)c3cccec3

O=C(0)C(C)(C)clcee(cel)C(O)CCCN2CCC(CC2)C(0)(c3cecee3
)cdceccecd

FC(F)(F)COc2cc(C(=0)NCCICCCCN1)c(OCC(F)(F)F)cc2
Felcee(cel)C(c2eec(F)ec2)N3CCN(CC3)C/C=C/c4cceecd

0CC(=0)[C@@]540C(C)(C)O[C@@H]SCC3IC2C[C@H](F)Cl=
CC(=0)C=C[C@]1(C)C2[C@@H](0)C[C@@]34C

FC(F)(F)c2cec(OC(CCNC)clceeeccl)cc2
FC(F)(F)clcee(ce1)COACCCCOC)=N\OCCN
NCC1(CC(=0)0O)CCCCC1

0=C2CCC3CACCIC@@]1(CC)C(C=C[C@@]1(O)C#C)CACCC3
=C2

CCC1(CCC(=O)NCI1=0)c2cccee2
C[N+]3(C)CCC(OC(=0)C(O)(clcceec])C2CCCC2)C3
N=C(N)NCC2COCI(CCCCC1)02
CCCCN(CCCC)CCC(O)c2cele(Clyce(Clyeelce3ce(cec23)C(F)(F)F
Fclcee(ce1)C(=0)CCCN2CCC(0O)(CC2)c3ccc(Clyec3
BrC(CD)C(F)(F)F

0=C1CCC3[C@H]2Cc5ccc(0)c40[C@@H] 1 [C@]3(CCIN@@]2
C)cds

Cleleec(cel)C(c2eccec2)N3ICCN(CC3)CCOCCOo
NS(=0)(=0)clcc(cecCl)C(=0)NN2c3cccee3CC2C
Clclcee(ccl)C(=0)n3c2cecec(cc2e(CC(=0)0)c3C)0C
Oclcee(cc10)C(O)C(CC)NC(O)C

Oclcee(ec1O)C(O)CNC(C)C
[O-][N+](=0)O[C@H]2COC1C20CCI1O[N+]([O-)=0
CNC1(CCCCC1=0)c2cccec2Cl
O=C(N)clce(ccc10)C(O)CNC(C)CCc2cccec?2
CC(N2)=C(C(OCC)=0)C(C(C(OCC)=0)=C20)C(C=CC=C1)=C1
/C=C/C(OC(C)(C)C)=0

Clclccee(c1Cl)e2nne(N)ne2N
O=C(NCO)[C@@H]6CCCN6C(=O)C(N)CCCNC(=N)NC(=0)C(
CC(C)C)NC(=0)[C@@H](CC(C)C)NC(=0)C(Cclcce(O)eccl)NC
(=O)C(CO)NC(=0)C(Cc3cnc2ecccc23)NC(=0)C(Cedenend)NC(
=0)C5CCC(=0O)N5

Oclece(C[C@H](N)C(=0)0)ec10
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Lidocaine CCRS -1 Prediction
Loratadine CCRS -1 Training
Maprotiline CCR5 -1 Training
Meclizine CCRS5 -1 Training
Medroxyprogesterone CCRS -1 Prediction
Melfalan CCR5 -1 Training
Meprobamate CCR5 -1 Training
Methamphetamine CCR5 -1 Training
Methantheline CCRS -1 Prediction
Methocarbamol CCR5 -1 Training
Methoxyflurane CCRS5 -1 Training
Methscopolamine CCRS -1 Training
Methylphenidate CCR5 -1 Prediction
Methysergide CCR5 -1 Training
Metoclopramide CCRS -1 Training
Midodrine CCR5 -1 Training
Mirtazapine CCR5S -1 Prediction
Modafinil CCRS -1 Training
Montelukast CCRS -1 Training
Moricizine CCR5 -1 Training
Morphine CCRS -1 Prediction
Nalmefene CCR5 -1 Training
Neostigmine CCRS5 -1 Training
Nifedipine CCR5 -1 Training
Oxycodone CCR5S -1 Prediction
Paroxetine CCRS5 -1 Training
Pecazine CCRS5 -1 Training
Pergolide CCRS -1 Training
Phenylbutazone CCRS -1 Prediction
Phenytoin CCR5 -1 Training
Pilocarpine CCRS -1 Training
Pimozide CCRS5 -1 Training
Pramipexole CCR5 -1 Prediction
Probenecid CCRS -1 Training
Procyclidine CCRS -1 Training
Propantheline CCR5 -1 Training
Pseudoephedrine CCR5S -1 Prediction
Pyrantel CCR5 -1 Training

O=C(Nclc(C)ccccl C)CN(CO)CC

Clc3cc4CCcelecenc1 C(=C2/CCN(CC2)C(=0)0OCC)\cdcc3
CNCCCC24CCC(clceeec12)c3cccec34
Cclceec(c1)CN2CCN(CC2)C(c3cecc(Cl)ec3)cdeccecd

CC(=0)[C@@]2(0)CCC1C3C[C@H](C)C4=CC(=0)CC[C@]4(
C)C3CC[C@@]12C

O=C(O)[C@@H](N)Cclcce(cc)N(CCCHCCCI
O=C(N)OCC(C)(COC(=0)N)CCC

C[C@H](NC)Cclceceel
CCIN+](C)(CC)CCOC(=0)C1c3cceec30c2cecccecl2
NC(=0)OCC(0)COclcceec10C

CIC(C)C(F)(F)OC
OC[C@H](clcceec])C(=0)OC2CC3C40CAC(C2)[N+]3(C)C
O=C(OC)C(CICCCCN1)c2cecee?

CC[C@@H](CO)NC(=0)[C@@H]4C=C1C(Cc2en(C)e3ccec]c23
YN(C)C4

Nclec(OC)c(cc1Cl)C(=O)NCCN(CC)CC
COclcee(cc1C(O)CNC(=0)CN)OC
CNI1CC2N(CCl)cdnccec4Cc3eceec23
O=S(CC(N)=0)C(clccceel)c2eecec2

CC(C)(O)c5cccee5CC[C@@H](SCC1(CC(=0)0)CCl)c2ccec(c2)
/C=C/c3cccdecc(Cl)ccdn3

O=C(OCC)Nclcc2N(c3ceeee3Sc2ecl)C(=0)CCN4CCOCC4

Oclecc2C[C@HAN(C)CCIC@@]35[C@@H](Oc1c23)[C@@H]
(0)C=C[C@@H]45

C=C1CC[C@@]6(0)[C@H]3Cc5ccc(0)cd40[C@@H] 1 [C@]6(C
CIN@@]3CC2CC2)cd5

O=C(Oclccce(c1)[N+](C)(C)C)N(C)C

CC(N2)=C(C(OC)=0)C(C(C(OC)=0)=C2C)C1=CC=CC=C1[N+]
([0-)=0

0=C1CC[C@@]5(0)[C@H]2CcAccc(OC)c30[C@@H] 1 [C@]5(
CCIN@@]2C)c34

Felcee(cel)[C@@H]4CCNC[C@H]4COc2¢ccc30C0c3c2
CNI1CCCC(C1)CN2c4cceec4Sc3ceccec23
CSC[C@@H]4CC1C(Cc2enc3cccclc23)N(C4)CCC
O=C3C(CCCC)C(=0O)N(clececcccl)N3c2eccee2
O=CINC(=0O)C(N1)(c2ccccc2)c3cccec3
Cn2cncc2C[C@H]1COC(=0)[C@H]1CC
Felcee(cel)C(CCCN2CCC(CC2)N3cdcceecdNC3=0)c5cec(F)ees
CCCN[C@@H]1Cc2sc(N)nc2CCl1
O=S(=0)(N(CCC)CCC)clcece(ccl)C(=0)O
OC(CCNICCCCl)(c2eceec2)C3CCCCC3
CC(C)[N+](C)CCOC(=0)C1c3ccecc30c2eecec12)C(C)C
OC(C(C)NC)clceeecl

CN2CCCN=C2/C=C/clcccsl
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Quinidine

Ranitidine

Rifampin

Risperidone

Ropinirole
Salmeterol
Selegiline
Sulfinpyrazone
Tegafur
Terpin
Tolcapone
Tranylcypromine

Trazodone
Triamcinolone

Valproic acid

Vancomycin

Venlafaxine
Verapamil

Wytensin
Zafirlukast

Zileuton

Zonisamide
CHEMBL1242210
CHEMBL218806

CHEMBL508054
CHEMBL1096504

CHEMBL219474

CHEMBL1092637

CHEMBL454896

CHEMBL219339

CCRS5
CCRS

CCRS

CCRS

CCRS5
CCRS5
CCRS5
CCRS
CCRS5
CCRS5
CCRS5
CCRS5
CCRS5

CCRS5

CCRS

CCRS5

CCRS
CCRS5
CCRS5

CCRS

CCRS5
CCRS5

CXCR4

CXCR4

CXCR4
CXCR4

CXCR4

CXCR4

CXCR4

CXCR4

-1
-1

Training

Training

Prediction

Training

Training
Training
Prediction
Training
Training
Training
Prediction
Training

Training
Training

Prediction

Training

Training
Training

Prediction
Training

Training

Training

Training

Training

Training

Prediction

Training

Training

Training

Prediction

COclec2c(ccl)neec2[C@H](0)C4CC3CCN4CC3C=C
[O-]IN+](=O)\C=C(/NC)NCCSCclccc(CN(C)C)ol
CNI1CCN(CC1)/N=C/c3c2NC(=0)C(C)=CC=C[C@H](C)[C@H](

0)[C@@H](C)[C@@H](0)[C@@H](O)[C@H](0OC(C)=0)[C@
H](C)[C@@H](OC)C=CO[C@@]5(C)Oc4c(C)c(0)c(c20)c(c30)
c4C5=0

FC3=CC1=C(C=C3)C(C2CCN(CCC4=C(C)N=C5N(CCCC5)C4=
0)CC2)=NO1

CCCN(CCC)CCcleece2NC(=0)Cel2
OCclece(cec10)C(O)CNCCCCCCOCCCCCe2cececec?2
CH#HCCN(O)[C@H](C)Ccleccecl
0O=C4C(CCS(=0O)clcccec])C(=O)N(c2ccecc2)N4c3ceccc3
FC1=CN(C(=0)NC1=0)C2CCCO2
CIC@@]1(O)CC[C@@H](CCTH)C(C)(C)O
Oclcc(cc([N+]([0-])=0)c10)C(=0)c2cce(C)ec2
N[C@@H]2C[C@H]2clcccccl
Clclceee(c1)N2CCN(CC2)CCCN3N=C4C=CC=CN4C3=0
OCC(=0)[C@@]3(0)[C@H](O)C[C@H]2[C@@H]4CCC1=CC(
=0)C=C[C@]1(O)[C@@]4(F)C(O)C[C@@]23C
CCCC(CCO)C(=0)O

O=C(0)[C@@H]%10NC(=0O)[C@H]2NC(=0)[C@H](NC(=0)[C
@@H]6NC(=0)[C@H](CC(N)=O)NC(=O)[C@H](NC(=0)[C@
@H](CC(C)C)NCO)[C@H](O)c7cce(OcSccoec(Oclcec(ccl Cl[C@
H]20)c50C40C(CO)C(0)C(0O)C4OC3CC(C)N)C(O)C(C)O3)c(
CDc7)c8ccc(0)c(c8)c9c(O)cc(0)cc9%10

OCI(CCCCCI1)C(CN(C)C)c2cec(OC)ec2
COclce(cec10C)C(CHN)(CCCN(C)CCe2ece(0C)c(0C)e2)C(C)C
Clclccee(Cl)cl/C=N/NC(=N)N

Cclcceec1S(=0)(=0)NC(=0)c5cce(Ce3en(C)c2ecc(cc23)NC(=0)
OC4CCCC4)c(0OC)c5

NC(=0)N(O)C(C)clec2eecec2s]
NS(=0)(=0)Cc2noclcccccl2

CN(Cclnc2ccee(N3CCN(C)CC3)n2¢1CO)[C@H]4CCCcS5ccencd
5
CNI1[C@H](CCCNC(=N)N)C(=O)N[C@H](Cc2ccc(0O)cc2)C(=0)
NCC(=O)N[C@@H](Cc3cccdcccecdc3)C(=O)N[C@@H](CCCN
CENN)CI=0
C(S\C(=N/C1CCCCCCI1)\NC2CCCCCC2)C3=CSC4=NCCN34
CN(C)CCCclc(CN(C)[C@H]2CCCc3ccenc23)necdeceecl4

NC(E=EN)NCCC[C@@H]INC(=0)[C@H](CCCNC(=N)N)NC(=0)
[C@H](Cc2ccc3cceec3c2)NC(=0)CNC(=0)[C@@H](Cc4ccc(O)
cc4)NCI1=0

CC(C)NICCC[C@H](Cn2¢(CN(C)[C@H]3CCCc4ccenc34)ncSce
ccc25)C1

C(S\C(=N/CICCCCCCCI)\NC2CCCCCCC2)C3=CSC4=NCCN3
4

NC(=N)NCCC[C@@H]INC(=0)[C@H](Cc2ccc3cecec3c2)NC(=
0)CNC(=0)[C@@H](Cedcce(0)ecd)NC(=0)[C@@H](CCCNC(
=N)N)NC1=0
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CHEMBL460298 CXCR4 1 Training |C(S\C(=N/C1CCCCC1)\NC2CCCCCCC2)C3=CSC4=NCCN34
CHEMBL518501 CXCR4 | Training gf 1(C)CN2C(=CSC2=N1)CS\C(=N/C3CCCCCC3)\NC4CCCCC
CHEMBL1682996 CXCR4 1 Training |[NCCCCN(CclnccccIN)[C@H]2CCCc3ccenc23
C[C@H]INC(=0)[C@@H](Cc2ccc(0)cc2)NC(=0)[C@@H](CC
CHEMBL373636 CXCR4 1 Prediction |CNC(=N)N)NC(=0O)[C@H](CCCNC(=N)N)NC(=0)[C@H](Cc3c

ccdcccccdc3)NC1=0
C[C@H]INC(=0)[C@@H](Cc2ccc(0)cc2)NC(=0)[C@H](CCC

CHEMBL375990 CXCR4 1 Training |NC(=N)N)NC(=0)[C@H](CCCNC(=N)N)NC(=0)[C@H](Cc3cc
cdccecec4c3)NC1=0

CHEMBLS518924 CXCR4 1 Training |NCCCCN(Cclnc2ccecc2[nH]1)[C@H]3CCCc4ccenc34
CHEMBL1094864 CXCR4 1 Training |CN(C)CC(=O)NCclc(CN(C)[C@H]2CCCc3ccenc23)nccdeccecl4
CHEMBL1682997 CXCR4 1 Prediction |C[C@H](N(CCCCN)Cclnc2ccecee2[nH]1)e3cceen3
CHEMBL 1644080 CXCR4 1 Training |NCclnccecl CN(Ce2nc3cccee3[nH]2)[C@H]4CCCcSccencds
CN1[C@@H](CCCNC(=N)N)C(=O)N[C@H](CCCNC(=N)N)C(

CHEMBL376219 CXCR4 1 Training |=O)N[C@H](Cc2ccc(0)cc2)C(=0)NCC(=O)N[C@@H](Cc3ccc4
cceec4c3)C1=0

CHEMBL1088913 CXCR4 1 Training |NCCCCN(Cclnc2ccecc2[nH]1)C3CCCc4ccenc34
CN1[C@@H](CCCNC(=N)N)C(=O)N[C@H](Cc2cce(O)cc2)C(=

CHEMBL374421 CXCR4 1 Prediction |O)NCC(=O)N[C@@H](Cc3cccdcecccdc3)C(=O)N[C@@H](CC
CNC(=N)N)CI=0

CHEMBL541728 CXCR4 1 Training |C(S\C(=N/C1CCCCCI1)\NC2CCCCCC2)C3=CSC4=NCCN34
NC(E=EN)NCCC[C@@H]INC(=0)[C@H](CCCNC(=N)N)NC(=0)

CHEMBL436283 CXCR4 1 Training |[C@@H](Cc2ccc(0)cc2)NC(=0)CNC(=0)[C@H](Cc3cccdecccee
4c3)NC1=0

CHEMBL1682998 CXCR4 1 Training |C[C@H](N(CCCCN)CclncceclC)c2eccen2

CHEMBL 1644082 CXCR4 1 Prediction |NCclcoccIN(Ce2nc3cccee3[nH]2)[C@H]4CCCcS5ccencds
NC(E=N)NCCC[C@@H]INC(=0)[C@H](Ce2ceec3ccecc3c2)NC(=

CHEMBL375991 CXCR4 1 Training |O)CCNC(=0)[C@@H](Cc4ccc(O)ccd)NC(=0)[C@H](CCCNC(=
N)N)NC1=0

CHEMBLS577268 CXCR4 Training |CN(Cclnc2cceec2nl CCCN)C3CCCcé4ccenc34

1
CHEMBL452864 CXCR4 1 Training |C(S\C(=N/C1CCCCCI1)\NC2CCCCC2)C3=CSC4=NCCN34
CHEMBL516630 CXCR4 1 Prediction |C(S\C(=N/CICCCCCI1)\NC2CCCCC2)C3=CSC4=NCCCN34

CHEMBL1682995 CXCR4 1 Training |Cclenc(CN(CCCCN)[C@H]2CCCc3ccene23)c(C)cl

C[C@@H]INC(=0)[C@H](CCCNC(=N)N)NC(=0)[C@H](Cc2c

CHEMBL374108 CXCR4 b | Training 0o ceee3c2)NC(=0)CNC(=0)[C@@H](Cedeec(O)ocd)NC1=0
CHEMBL461358 CXCR4 1 Training |CCCCCCN\C(=N\C1CCCCCI1)\SCC2=CSC3=NCCN23
CHEMBL1091591 CXCR4 1 Prediction |CN(Cclnc2ccecc2nl C3CCN(C)CC3)C4CCCceS5¢ccencds
CHEMBLA461359 CXCR4 | Training C(S\C(=N/C1CCCCC1)\NC2C3CC4CC(CC2C4)C3)C5=CSC6=N
CCN56
CHEMBL1644081 CXCR4 1 Training |NCclesccIN(Ce2nc3cceee3[nH]2)[C@H]4CCCeS5ccencds
C[C@@H]INC(=0)[C@@H](Cc2ccc(0)cc2)NC(=0)[C@@H](C
CHEMBL376811 CXCR4 1 Training |CCNC(=N)N)NC(=0)[C@H](CCCNC(E=N)N)NC(=0)[C@H](Ce
3cccdeccecdc3)NC1=0
CHEMBL1682994 CXCR4 1 Prediction |Ccleccc(CN(CCCCN)[C@H]2CCCc3ccenc23)nl
CN1[C@@H](CCCNC(E=N)N)C(=O)N[C@@H](CCCNC(=N)N)
CHEMBL436536 CXCR4 1 Training |C(=0)N[C@H](Cc2ccc(0)cc2)C(=0)NCC(=O)N[C@@H](Cc3cc

cdceeecdc3)C1=0
CHEMBLS506505 CXCR4 1 Training |NC(=N)NCCC[C@@H]INC(=0)[C@@H](Cc2ccc(O)cc2)NC(=
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0)CNC(=0)[C@@H](NC(=0)[C@H](CCCNC(=N)N)NC1=0)c3

cccdeccecdce3
CHEMBL1093137 CXCR4 1 Training C(NCclcccenl)c2eec(CN(Ce3ncdeceec4[nH]3)[C@H]5CCCcbec
cnc56)cc2
CNI1[C@H](Cc2ccc(0)cc2)C(=0)NCC(=O)N[C@@H](Cc3ccc4c
CHEMBL219096 CXCR4 1 Prediction |cceede3)C(=0)N[C@@H](CCCNC(=N)N)C(=O)N[C@@H](CC
CNC(E=N)N)CI=0
- C[C@H]INC(=0)[C@@H](CCCNC(=N)N)NC(=0)[C@H](CCC
CHEMBL373440 CXCR4 b Training e N N)NC(=0)[C@H](Ce2eee3eccce3c2)NC(=0)CNC1=0
CN1[C@H](Cc2ccc(0)cc2)C(=O)NCC(=O)N[C@@H](Cc3cecde
CHEMBL375993 CXCR4 1 Training |ccecdc3)C(=0)N[C@@H](CCCNC(E=N)N)C(=O)N[C@H](CCCN
CENN)CI=0
- C[C@@H]INC(=0)CN(C)C(=0)[C@@H](Cc2ccc(0)cc2)NC(=
CHEMBL219075 CXCR4 I Training | o) - G HI(CCONC(=N)N)NC(=0)[C@H](CCCNC(=N)N)NC1=0
C[C@@H]INC(=0)[C@@H](Cc2cce(0)cc2)NC(=0)[C@H](CC
CHEMBL387120 CXCR4 1 Prediction |CNC(=N)N)NC(=0O)[C@H](CCCNC(=N)N)NC(=0O)[C@H](Cc3c
ccdeccecdc3)NC1=0
CHEMBL460299 CXCR4 1 Training |C(S\C(=N/C1CCCCCI1)\NC2CCCC2)C3=CSC4=NCCN34
CHEMBL1093149 CXCR4 1 Training |[NCCCCN(Cclnc2ccccc2[nH]1)[C@@H]3CCCc4ccenc34
CHEMBL 384429 CXCR4 1 Training C[C@H]INC(=O)[C@H](CCCNC(=N)N)NC(=0)[C@H](Cc2ccc

3ceecc3c2)NC(=0)CNC(=0)[C@@H](Ccdccc(O)ccd)NC1=0

CN1[C@@H](Cc2cee3ccece3e2)C(=0)N[C@@H](CCCNC(=N)
CHEMBL375850 CXCR4 1 | Prediction N)C(=0)N[C@@H](CCCNC(=N)N)C(=0)N[C@H](Ccdcec(O)ce
4)C(=0)NCC1=0

C(NCclcccenl)c2ecc(CN(Ce3ncdeccec4[nH]3)CSCCCcbecencS6)
cc2

CN1CC(=O)N[C@@H](Cc2ccc3cccec3c2)C(=O)N[C@@H](CC
CHEMBL374862 CXCR4 1 Training |CNC(=N)N)C(=O)N[C@H](CCCNC(=N)N)C(=O)N[C@H](Cc4c
cc(O)cc4)C1=0

NC(EN)NCCC[C@@H]INC(=0)[C@H](Ce2ceec3cececc3c2)NC(=
CHEMBL219135 CXCR4 1 Training |O)CCNC(=0)[C@@H](Ccéccc(O)ccd)NC(=0)[C@@H](CCCNC
(=N)N)NC1=0
CC(CYC)CICCC(CCIN\C(=N\C2CCCCC2)\SCC3=CSC4=NCC
N34
CN1[C@@H](Cc2ccc3ceccc3c2)C(=O)N[C@@H](CCCNC(=N)
CHEMBL426169 CXCR4 1 Training |N)C(=O)N[C@H](CCCNC(=N)N)C(=O)N[C@H](Cc4ccc(O)cc4)

C(=O)NCC1=0

NC(EN)NCCC[C@@H]INC(=0)[C@H](Ce2cec3ccecc3c2)NC(=
CHEMBL373637 CXCR4 1 Training |O)[C@@H]4CCCCN4C(=0)[C@@H](Cc5ccc(0)ccS)NC(=0)[C
@@H](CCCNC(=N)N)NC1=0
CC(C)C[C@H](INC(=N)N)C(=O)Nclcce2e(cl)ecc(C(=O)NCCc3c[
nH]c4cceec34)n2CCCNC(=N)N
NC(=N)NCCCnlc(cc2cc(NC(=0)[C@H](Cc3cccce3)NC(=N)N)c
cc12)C(=0O)NCCc4c[nH]c5cccec4s
C(S\C(=N/C1CCCCC1)\NC23CC4CC(CC(C4)C2)C3)C5=CSCo6=
NCCNS56
CC(O)C[C@@H](NC(=N)N)C(=O)Nclcec2e(cl)ec(C(=O)NCCc3
c[nH]c4ccccc34)n2CCCNC(=N)N

NC(=N)NCCclcc2ee(NC(=0)CCc3ccc(O)cce3)cee2n1 CCeéeccSce
cce5c4

CHEMBL1089434 CXCR4 1 Training

CHEMBL462588 CXCR4 1 Prediction

CHEMBLA450815 CXCR4 1 Training

CHEMBL508684 CXCR4 1 Prediction

CHEMBL518041 CXCR4 1 Training

CHEMBLA450041 CXCR4 1 Training

CHEMBL480502 CXCR4 1 Training

CHEMBL472323 CXCR4 1 | Prediction [NC(=N)NCCCnlc(cc2ce(NC(=0)CNC(=N)N)cce12)C(=0)NCCe
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CHEMBLA443092 CXCR4 1 Training
CHEMBL452868 CXCR4 1 Training
CHEMBLA446868 CXCR4 1 Training
CHEMBL454689 CXCR4 1 Prediction
CHEMBLS518004 CXCR4 1 Training
CHEMBLS516989 CXCR4 1 Training
CHEMBL460484 CXCR4 1 Training
CHEMBLS516480 CXCR4 1 Prediction
Aceclofenac CXCR4 -1 Training
Acetaminophen CXCR4 -1 Training
Acetazolamide CXCR4 -1 Training
Acetophenazine CXCR4 -1 Prediction
Amantadine CXCR4 -1 Training
Ambenonium CXCR4 -1 Training
Amineptine CXCR4 -1 Training
Amiodarone CXCR4 -1 Prediction
Amitriptyline CXCR4 -1 Training
Aprobarbital CXCR4 -1 Training
Artane CXCR4 -1 Training
Aspirin CXCR4 -1 Prediction
Atenolol CXCR4 -1 Training
Atropine CXCR4 -1 Training
Baclofen CXCR4 -1 Training
Beclomethasone CXCR4 -1 Prediction
Benzonatate CXCR4 -1 Training
Biperiden CXCR4 -1 Training
Bromocriptine CXCR4 -1 Training
Buclizine CXCR4 -1 Prediction
Budesonide CXCR4 -1 Training
Buprenorphine CXCR4 -1 Training
Caffeine CXCR4 -1 Training
Cantil CXCR4 -1 Prediction
Carbachol CXCR4 -1 Training
Carbamazepine CXCR4 -1 Training
Carisoprodol CXCR4 -1 Training
Carvedilol CXCR4 -1 Prediction

3c[nH]c4cceec34

NC(=N)NCCCnlc(cc2cc(NC(=0)C3CCN(CC3)C(=N)N)ccc12)C(
=0)NCCc4c[nH]c5cccecds

CN(C1CCCCCIH\C(=N\C2CCCCC2)\SCC3=CSC4=NCCN34

NC(=N)NCCCnlc(cc2cc(NC(=0O)[C@@H](Cc3cccec3)NC(=N)N
)eec12)C(=0)NCCc4c[nH]cS5cceccd5

C(S\C(=N/C1CCCC1)\NC2CCCC2)C3=CSC4=NCCN34

NC(=N)NCCCnlc(cc2cc(NC(=0)Cc3ccc(O)ce3)ecc12)C(=0)Nc4
ccceSceeeec4s

C(S\C(=N/C1CCCCC1)\NC2CCCCC2)c3csc4nc5cccecsn34
C\N=C/I\SC=C(CS\C(=N/C2CCCCC2)\NC3CCCCC3)NIC
C(S\C(=N/C1CCCCC1)\NCc2ccccc2)C3CSC4=NCCN34
Clc2ccee(Cl)e2Nceleeceec1 CC(=0)OCC(=0)0
Oclcec(NC(C)=0)ccl

O=S(N)(=0O)c1nnc(NC(C)=0)s1
CC(=0)c2cc3N(CCCNICCN(CCO)CCl)cdececcdSc3ec2
NC13CC2CC(CC(C1)C2)C3

Clc2ceccc2C[N+](CC)(CCY)CCNC(=0)C(=O)NCC[N+](Cclcceee
1CH(CC)CC

0=C(O)CCCCCCNC2c3cccec3CCceleccecl2
CCN(CC)CCOclc(I)ee(ce1)C(=0)c2c3cccec3oc2CCCC
CN(C)CC\C=C1\c3cceee3CCce2cceecl2
O=CINC(=O)NC(=0)C1(CC=C)C(C)C
OC(CCNICCCCCT)(c2cceec2)C3CCCCC3
0O=C(C)Oclcccecl C(=0)0
CC(C)NCC(0)COclcee(ecl)CC(N)=0
CN3CICCC3C[C@@H](C1)OC(=0)C(CO)c2cccee2
Clclcee(cel)C(CN)CC(=0)O
OCC(=0)[C@@]4(0)[Ca@@H](C)CC3C2CCCI=CC(=0)C=C[C
@N(O[C@@2(CHC@@H](0)C[C@@]34C

O=C(OCCOCCOCCOCCOCCOCCOCCOCCOCCOC)clecc(NC
CCC)ccl

OC(CCN1CCCCCI)(c2eceec2)CACCIC=CCAC3

Bre3nc2ccce 1 C4=C[C@H](CN(C)C4Ce3c12)C(=0)N[C@@]7(O
[C@]6(0)N([C@@H](CC(C)C)C(=0)N5CCCC56)CT=0)C(C)C

CC(C)(C)cleee(cc1)CN2CCN(CC2)C(c3cee(Cl)ce3)cdceccccd
OCC(=0)[C@@]530C(O[C@@H]5CC2C1CCC4=CC(=0)C=C][
C@J4(C)Cl[C@@H](0)C[C@@]23C)CCC

CC(C)(C)C(C)(O)[C@H]1C[C@]75CCIC@]1(OC)[C@@H]20c4
¢(0)cec3C[C@H]7IN@](CC[C@]25¢34)CC6CC6

0O=C2c1n(C)encIN(C)C(=0)N2C
O=C(OCICCC[N+](C)(C)C1)C(O)(c2cceec2)c3cccec3
C[N+](C)(C)CCOC(=O)N
NC(=0)N2c3cccee3C=Cclceeccl2
O=C(NC(C)C)OCC(C)(COC(=O)N)CCC
COc4cceccc4dOCCNCC(0)COc2ccec3nclecceclc23
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Cefoperazone CXCR4 -1 Training
Chloral hydrate CXCR4 -1 Training
Chlordiazepoxide CXCR4 -1 Training
Chlorpropamide CXCR4 -1 Prediction
Chlorthalidone CXCR4 -1 Training
Clidinium CXCR4 -1 Training
Clobazam CXCR4 -1 Training
Clofazimine CXCR4 -1 Prediction
Clomipramine CXCR4 -1 Training
Clonidine CXCR4 -1 Training
Codeine CXCR4 -1 Training
Colchicine CXCR4 -1 Prediction
Cyclizine CXCR4 -1 Training
Cyclosporin CXCR4 -1 Training
Dextropropoxyphene CXCR4 -1 Training
Diazepam CXCR4 -1 Prediction
Diflucortolone CXCR4 -1 Training
Dimercaprol CXCR4 -1 Training
Diphenhydramine CXCR4 -1 Training
Diphenidol CXCR4 -1 Prediction
Dobutamine CXCR4 -1 Training
Dofetilide CXCR4 -1 Training
Domperidone CXCR4 -1 Training
Dopamine CXCR4 -1 Prediction
Doxazosin CXCR4 -1 Training
Doxepin CXCR4 -1 Training
Dronabinol CXCR4 -1 Training
Droxicam CXCR4 -1 Prediction
Entacapone CXCR4 -1 Training
Epinephrine CXCR4 -1 Training
Eprosartan CXCR4 -1 Training
Ergotamine CXCR4 -1 Prediction
Ethosuximide CXCR4 -1 Training
Fentanyl CXCR4 -1 Training
Fexofenadine CXCR4 -1 Training

0=C1C(=0)N(CC)CCN1C(=0)N[C@H](c2ccc(0)ce2)C(=0)N[C
@@H]5C(=0)N4C5SCC(CSc3nnnn3C)=C4C(=0)0

CIC(CI)(CDHC(0)O
Cleleec2N=C(C[N+]([O-])=C(c2c1)c3cccec3)NC
O=S(=0)(NC(=O)NCCC)clcce(Cl)ccl
NS(=0)(=O)clcc(ccc I CHC3(O)NC(=O)c2cceec23
OC(clcceeel)(c2eceec2)C(=0)OC4AC[N+]3(C)CCC4CC3
Clcleec2e(c)N(C(=0)CC(=0)N2C)c3cceee3

Cleclcec(cc1)NC3=CC4=Nc2cccce2N(C4=C\C3=N\C(C)C)c5cee(
Cl)ec5

CN(C)CCCN2c3cceee3CCelece(Clyecl2
Clc2ccec(Ce2\N=C1/NCCNI1

COclcec2C[C@H]SIN@@](C)CC[C@@]43C5C=C[C@H](0)[C
@@H]40c1c23

CC(=0)N[C@H]2CCc3cc(OC)c(0OC)e(OC)c3C1=CC=C(OC)C(=
0)C=C12

CNI1CCN(CC1)C(c2ceccec2)c3ccceec3

CC(C\C=C\C)C(0)C1C(=0)NC(CC)C(=0)N(C)CC(=0)N(C)C(C
C(C)C)C(=0)NC(C(=0)N(C)C(CC(C)C)C(=0)NC(C)C(=0)NC(
C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(C(
C)C)C(=0)N1C)C(C)C

CN(C)CC(C)C(OC(=0O)CC)(Ccleceecl)c2cccec2
Clecleec2e(c1)C(=NCC(=0O)N2C)c3cececc3
OCC(=0)[C@HJ4[C@H](C)CC3C2C[C@H](F)C1=CC(=0)C=C[
C@I(O)[C@@]2(F)[C@@H](O)C[C@@]34C

OCC(S)CS

CN(C)CCOC(clceeeel)c2ecccec2
OC(CCCNI1CCCCCI)(c2cceec2)c3ccccec3
Oc2ccc(CCNC(C)CCcleee(O)ecl)cc20
CS(=0)(=0)Nclcce(ccl)CCN(C)CCOc2cecc(cc2)NS(C)(=0)=0
ClcdccSNC(=0)N(C3CCN(CCCN1c2ceccc2NC1=0)CC3)c5cc4
Oclcec(CCN)eclO
COclcc2ne(ne(N)c2cc1OC)N3CCN(CC3)C(=0)C4COc5cccec5SO
4

CN(C)CC\C=C1/c3ccccc30Cc2cccccl2
CCCCCc3cc20C(C)(C)CI1CCC(C)=CC1c2c(0)c3
O=C(N2C3=NC=CC=C3)C(N1C)=C(0OC2=0)C(C=CC=C4)=C4S
1(=0)=0
Oclec(\C=C(/C#N)C(=O)N(CC)CC)cc([N+]([O-])=0)c10
Oclcec(eclO)[C@@H](O)CNC
OC(=0)C(/Cclcces])=C/c3enc(CCCC)N3Cc2ccc(cc2)C(=0)0

CN2C[C@@H](C=C1c3ceccdnec(CC12)c34)C(=0)N[C@]8(C)O
[C@]7(0O)N([C@@H](CcScecees)C(=0)N6CCCC67)C8=0

CCI(CC)CC(=0O)NC1=0
CCC(=O)N(C2CCN(CCclcceeel)CC2)c3cccec3

O=C(0)C(C)(C)clcee(cel)C(O)CCCN2CCC(CC2)C(0)(c3cecee3
)cdcccecd
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Flecainide

Flunarizine
Flunisolide

Fluoxetine
Fluvoxamine

Gabapentin
Gestodene

Glutethimide
Glycopyrrolate
Guanadrel
Halofantrine
Haloperidol
Halothane

Hydromorphone

Hydroxyzine
Indapamide
Indomethacin
Isoetharine
Isoproterenol
Isosorbide
Ketamine
Labetalol

Lacidipine

Lamotrigine

Leuprorelin

Levodopa

Lidocaine

Loratadine
Maprotiline

Meclizine

Medroxyprogesterone

Melfalan
Meprobamate
Methamphetamine
Methantheline
Methocarbamol

Methoxyflurane

CXCR4
CXCR4

CXCR4

CXCR4
CXCR4
CXCR4

CXCR4

CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4

CXCR4

CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4

CXCR4

CXCR4

CXCR4

CXCR4
CXCR4
CXCR4
CXCR4
CXCR4

CXCR4

CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4

Prediction

Training
Training

Training
Prediction

Training
Training

Training
Prediction
Training
Training
Training

Prediction
Training

Training
Training
Prediction
Training
Training
Training
Prediction

Training
Training

Training

Prediction

Training

Training

Training
Prediction

Training
Training

Training
Prediction
Training
Training
Training

Prediction

FC(F)(F)COc2cc(C(=O)NCCICCCCN1)c(OCC(F)(F)F)cc2
Fcleece(eel)C(c2ecc(F)ecc2)N3CCN(CC3)C/C=C/c4cceecd

0CC(=0)[C@@]540C(C)(C)O[C@@H]5CC3C2C[C@H](F)Cl=
CC(=0)C=C[C@]1(C)C2[C@@H](0)C[C@@]34C

FC(F)(F)c2cec(OC(CCNC)clccceel)ec2
FC(F)(F)clcee(ce1)C(\CCCCOC)=N\OCCN
NCCI1(CC(=0)O)CCCCC1

0=C2CCC3CACCIC@@]1(CC)C(C=C[C@@]1(O)C#C)CACCC3
-C2

CCC1(CCC(=0O)NC1=0)c2ccccc2
C[N+]3(C)CCC(OC(=0)C(O)(cleececc1)C2CCCC2)C3
N=C(N)NCC2COCI1(CCCCC1)02
CCCCN(CCCC)CCC(O)c2ccle(Clyce(Clyecle3ec(cee23)C(F)(F)F
Fclcee(cel)C(=0)CCCN2CCC(O)(CC2)c3cec(Clyec3
BrC(C1)C(F)(F)F

0=C1CCC3[C@H]2Cc5cec(0)c40[C@@H] 1 [C@]3(CCIN@@]2
C)cds

Cleleec(cel)C(c2ecccc2)N3ICCN(CC3)CCOCCO
NS(=0)(=O)clcc(ccc 1 C1)C(=O)NN2c3cceee3CC2C
Cleclcee(cel)C(=0)n3c2ccc(cc2e(CC(=0)0)c3C)0C
Oclcee(ec10)C(O)C(CC)NC(C)C
Oclcee(cc10)C(O)CNC(C)C
[O-]IN+](=0)O[C@H]2COCIC20CCIO[N+]([O-])=0
CNC1(CCCCC1=0)c2cccec2Cl
O=C(N)clcc(cecc1O)C(O)CNC(C)CCc2ccccc2

CC(N2)=C(C(OCC)=0)C(C(C(OCC)=0)=C2C)C(C=CC=C1)=Cl
/C=C/C(OC(C)(C)C)=0

Clclcccc(c1Cl)e2nne(N)nc2N

O=C(NCO)[C@@H]6CCCN6C(=0)C(N)CCCNC(=N)NC(=0)C(
CC(C)C)NC(=0)[C@@H](CC(C)C)NC(=0)C(Cclcce(O)ccl)NC
(=O)C(CO)NC(=0)C(Cc3cnc2cccec23)NC(=0)C(Cedenend)NC(
=0)C5CCC(=0O)NS5

Oclecc(C[C@H](N)C(=0)O)cclO
O=C(Nclc(C)cececlC)CN(CO)CC

Clc3cc4CCcelecenc1 C(=C2/CCN(CC2)C(=0)OCC)\c4cc3
CNCCCC24CCC(clcecccl2)c3ceccec34
Cclccee(c1)CN2CCN(CC2)C(e3cec(Cl)ee3)cdceccecd

CC(=0)[C@@]2(0)CCC1C3C[C@H](C)C4=CC(=0)CC[C@]4(
C)C3CC[C@@]12C

O=C(O)[C@@H](N)Cclcce(ccl)N(CCCI)CCCI
O=C(N)OCC(C)(COC(=0O)N)CcCcC
C[C@H](NC)Cclcccceel
CCIN+](C)(CC)CCOC(=0)C1c3cceee30c2ecccecl2
NC(=0)OCC(0)COclcccec1OC
CIC(CI)C(F)(F)OC
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Methscopolamine
Methylphenidate

Methysergide

Metoclopramide
Midodrine
Mirtazapine
Modafinil

Montelukast
Moricizine

Morphine

Nalmefene
Neostigmine

Nifedipine

Oxycodone

Paroxetine
Pecazine
Pergolide

Phenylbutazone

Phenytoin

Pilocarpine
Pimozide

Pramipexole
Probenecid
Procyclidine
Propantheline
Pseudoephedrine
Pyrantel
Quinidine

Ranitidine

Rifampin

Risperidone

Ropinirole

Salmeterol

Selegiline
Sulfinpyrazone

Tegafur

CXCR4
CXCR4

CXCR4

CXCR4
CXCR4
CXCR4
CXCR4

CXCR4

CXCR4

CXCR4

CXCR4

CXCR4

CXCR4

CXCR4

CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4
CXCR4

CXCR4

CXCR4

CXCR4
CXCR4
CXCR4
CXCR4
CXCR4

-1
-1

-1

Training

Training
Training

Prediction
Training
Training

Training
Prediction
Training

Training

Training
Prediction

Training

Training

Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction

Training

Training

Training

Prediction
Training
Training
Training

Prediction

OC[C@H](c1ccece1)C(=0)OC2CCIC40CAC(C2)[N+]3(C)C
0=C(0OC)C(C1CCCCN1)c2eccec?

CC[C@@H](CONC(=0)[C@@H]4C=C1C(Cc2cn(C)e3ccec]c23
YN(C)C4

Nclee(OC)e(celCl)C(=O)NCCN(CC)CC
COclcee(cc1C(O)CNC(=0)CN)OC
CNICC2N(CCl1)c4nccecdCe3eccec23
O=S(CC(N)=0)C(clcccccl)c2eceec2

CC(C)(O)c5cccee5SCC[C@@H](SCCI(CC(=0)0)CCl)c2ccec(c2)
/C=C/c3cccdecc(Cl)ccdn3

O=C(OCC)Nclcc2N(c3cceec3Sc2ecl)C(=0)CCN4CCOCC4

Oclecc2C[C@HAN(C)CCIC@@]35[C@@H](Oc1c23)[C@Q@H]
(0)C=C[C@@H]45

C=C1CC[C@@]6(0)[C@H]3Cc5ccc(0)c40[C@@H] 1 [C@]6(C
CIN@@]3CC2CC2)cd5

O=C(Oclccce(c1)[N+](C)(C)C)N(C)C

CC(N2)=C(C(OC)=0)C(C(C(OC)=0)=C2C)C1=CC=CC=C1[N+]
([0-])=0

0=C1CC[C@@]5(0)[C@H]2CcAccc(OC)c30[C@@H] 1 [C@]5(
CCIN@@]2C)c34

Fcleee(eel)[C@@H]4CCNC[C@H]4COc2ccc30CO0c3c2
CNI1CCCC(C1)CN2c4cccec4Sc3cceec23
CSC[C@@H]4CC1C(Cc2enc3cccele23)N(C4)CCC
0=C3C(CCCC)C(=0O)N(clccececcl)N3c2ccccec2
O=CINC(=0O)C(N1)(c2ccccc2)c3eccec3
Cn2cncc2C[C@H]1COC(=0)[C@H]1CC
Fclcee(ce1)C(CCCN2CCC(CC2)N3c4cceccdNC3=0)cScee(F)ces
CCCN[C@@H]1Cc2sc(N)nc2CCl1
O=S(=0)(N(CCC)CCC)cleccc(ccl)C(=0)O
OC(CCNICCCC1)(c2cceec2)C3CCCCC3
CC(O)[N+](C)(CCOC(=0)C1c3ceecee30c2ccecc12)C(C)C
OC(C(C)NC)cleccecl

CN2CCCN=C2/C=C/clcccsl
COclec2e(cel)neec2[C@H](0)C4CC3CCN4CC3C=C
[O-][N+](=0O)\C=C(/NC)NCCSCclccc(CN(C)C)ol
CN1CCN(CC1)/N=C/c3c2NC(=0)C(C)=CC=C[C@H](C)[C@H](

0)[C@@H](C)[C@@H](0)[C@@H](O)[C@H](0C(C)=0)[C@
H](C)[C@@H](OC)C=CO[C@@]5(C)Oc4c(C)c(0)c(c20)c(c30)
c4C5=0

FC3=CC1=C(C=C3)C(C2CCN(CCC4=C(C)N=C5N(CCCC5)C4=
0)CC2)=NO1

CCCN(CCC)CCclecce2NC(=0)Ccel2
OCclce(cec10)C(O)CNCCCCCCOCCCCe2ceceec2
C#CCN(O)[C@H](C)Cclccececl
0=C4C(CCS(=O)clcccecl)C(=0)N(c2cceec2)N4c3cceece3
FC1=CN(C(=O)NC1=0)C2CCCO2
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Terpin CXCR4 -1 Training |C[C@@]1(O)CC[C@@H](CC1)C(C)(C)O
Tolcapone CXCR4 -1 Training |Oclec(ce([N+]([O-])=0)c10)C(=0)c2ccc(C)cc2
Tranylcypromine CXCR4 -1 Training |N[C@@H]2C[C@H]2c1cccccel
Trazodone CXCR4 -1 Prediction |Clclceec(cl)N2CCN(CC2)CCCN3N=C4C=CC=CN4C3=0

0CC(=0)[C@@]3(0)[C@H](0)C[C@H]2[C@@H]4CCC1=CC(
=0)C=C[C@]1(O)[C@@]4F)C(O)C[C@@]23C
Valproic acid CXCR4 -1 Training | CCCC(CCC)C(=0)0

0=C(0)[C@@H]%10NC(=0)[C@H]2NC(=O)[C@H](NC(=0O)[C
@@H]6NC(=0)[C@H](CC(N)=O)NC(=O)[C@H](NC(=0)[C@
Vancomycin CXCR4 -1 Training |@H](CC(C)C)NC)[C@H](O)c7cec(OcSccoec(Oclecc(ecclCl)[C@
H]20)c50C40C(CO)C(0)C(0)CA4O0C3CC(C)N)C(O)C(CYO3)c(
CI)c7)c8ccc(0)c(c8)c9c(O)cc(0)ccH%10

Triamcinolone CXCR4 -1 Training

Venlafaxine CXCR4 -1 Prediction |OC1(CCCCCI1)C(CN(C)C)c2ccc(OC)cc2
Verapamil CXCR4 -1 Training |COclce(ccelOC)C(CH#N)(CCCN(C)CCc2ecc(0C)c(0OC)c2)C(C)C
Wytensin CXCR4 -1 Training |Clclccee(Cl)cl/C=N/NC(=N)N
) .. Cclceccc1S(=0)(=0)NC(=0)c5cce(Ce3en(C)e2ece(cc23)NC(=0)
Zafirlukast CXCR4 1 Training OC4CCCCA)e(OC)c5
Zileuton CXCR4 -1 Prediction |[NC(=O)N(O)C(C)clecc2cccece2sl
Zonisamide CXCR4 -1 Training |NS(=0)(=0)Cc2noclcceecl2
CC(C)(CNC(=0)[C@@H]ICN(CCN1C[C@@H](O)C[C@@H](
CHEMBL433165 HIV-1 PR 1 Training |Cc2cencc2)C(=0)N[C@@H]3[C@H](O)Cc4cccec34)S(=0)(=0)c
Sceecbeeenc56
CC[C@@H](O)[C@@H](NC(=0)[C@H](C\C=C\clcccccl)C[C
CHEMBL76289 HIV-1 PR 1 Training |@H](O)[C@H](Cc2cccec2)NC(=0)OC(C)(C)C)C(=O)NCc3ncdc
cccc4[nH]3
: . O[C@@H](C[C@@H](Cclcececl )C(=O)NC2[C@H](O)Cc3cccc
CHEMBL53254 HIV-TPR 11 Training | 53)| C@H)(Cedeecccd)NC(=0)0OC5CCOCS
Cclceee(Cl)c1CNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@@H](O
CHEMBLS52669 HIV-1 PR 1 Prediction |)C[C@@H](Cc3cceee3)C(=O)N[C@@H]4[C@H](O)COcS5cccce
45
CC(C)(CNC(=0)[C@@H]1CN(Cc2cc(Br)cs2)CCN1C[C@@H](
CHEMBL421568 HIV-1 PR 1 Training |O)C[C@@H](Cc3ccenc3)C(=0)N[C@@H]4[C@H](O)Cc5cccce
45
CHEMBL52702 HIV-1 PR 1 Training Cclceee(C)c1CNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@H](O)C[

C@@H](Cc3cccee3)C(=O)N[C@@H]4[C@H](0O)COcS5cccec4s

. |olc@@Hi(c[c@@H](Celecceel)C(=0N[C@@H]2[C@H](O)
CHEMBL319092 HIV-IPR |1 Training 0 3¢ cece23)[C@H](Codeccccd)NC(=0)O[C@@H]SCCOCS

CC(C)(C)NC(=0)[C@@H]1CN(CCN1C[C@@H](0)C[C@@H](

CHEMBL96352 HIV-IPR | 1 | Prediction Cc2ccenc2)C(=0)N[C@@H]3[C@H](0)Cedeccce34)S(=0)(=0)c
SceecbeeencS6
_ |o[c@@HI(ClC@@H](Celcceee ) C(=0)N[C@@HI2[C@H](O)
CHEMBL430469 HIV-TPR 1 Training 6500 coe23)[C@H](Codecceed)NC(=0)O[C@H]SCCCOCS
_ |o[c@@H|(C[C@@H](Celccece)C(=0N[C@@HI2[C@H](O)
CHEMBL319408 HIV-TPR 1 Traiming o300 ceen3)[C@H](Codoccecd)NC(=0)O[C@H]SCCOCS
CHEMBL319792 HIV-IPR | 1 | Training CLC@@HICIC@@H](Celoceee hEFONIC@@HR[C@HI(O)

Cc3cceccc23)[C@H](Cedcccccd)NC(=0)O[C@@H]5SCCCOCS
CC(CYO)OC(=O)N[C@@H](Cclccceel)[C@@H](O)CC(Cc2ccc
(OCC(=0)0)cc2)C(=0)NC3[C@H](O)Cc4cceec34
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc
2cccec2)[C@H](O)CN3CCN(Ccedcecce(s4)cS5ceesS)C[C@H]3C(=0)

CHEMBL295414 HIV-1 PR 1 Prediction

CHEMBL300140 HIV-1 PR 1 Training
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NC(C)(C)C

Cclceee(C)c1CNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@@H](0)
C[C@@H](Cc3cceec3)C(=0)N[C@@H]4[C@H](O)CcS5cccec4s

CC1(CO)SCN([C@@H]1C(=0)NCc2c(Cl)ccec2CHC(=0)[C@@H]
CHEMBL433270 HIV-1 PR 1 Training |(O)C[C@@H](Cc3cceee3)C(=O)N[C@@H]4[C@H](O)COc5ccc
cc45

CC(CYCINC(=0O)[C@@H]1CN(Cc2cc3sccc3s2)CCNIC[C@@H
CHEMBL96697 HIV-1 PR 1 Prediction |](O)C[C@@H](Cc4ceneced)C(=O)N[C@@H]5[C@H](O)Ccbecce
c56

CC(O)[C@HIINC(=O)[C@@H](C[C@H](O)[C@H](Cclcceccl)

NC(=0)OC(C)(C)C)Cc2ccecc2)C(=0)NCC(0)CO

Cclnsc(C)c1CNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@@H](0)

CHEMBL300754 HIV-1 PR 1 Training |C[C@@H](Cc3cceec3)C(=0)N[C@@H]4[C@H](O)COc5cccec4d
5

CHEMBL298189 HIV-1 PR 1 Training

CHEMBL100310 HIV-1 PR 1 Training

CC(C)(C)NC(=0)[C@@H]1CN(Cc2cc3cesc3s2)CCNIC[C@@H
CHEMBL96100 HIV-1 PR 1 Training |]J(O)C[C@@H](Cc4cenecd)C(=0)N[C@@H]5[C@H](O)Ccbecce
c56

CCC(O)[C@H]I(INC(=0O)[C@@H](C[C@H](O)[C@H](Cclccecel

INC(=0)OC(C)(C)C)Cc2cccec2)C(=0O)NCc3ncdeccecd[nH]3

Cclceecc 1 CNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@@H](0)C[

C@@H](Cc3cceec3)C(=0)N[C@@H]4[C@H](O)COc5cccecds

CC(C)C)OC(=O)N[C@@H](Cclccecel)[C@@H](O)C[C@@H]

CHEMBL314510 HIV-1 PR 1 Training  |(Cc2ccccc2)C(=O)N[C@H](C(=O)NCc3ncdcccec4[nH]3)cSceece
5

CHEMBLY4824 HIV-1 PR 1 Prediction

CHEMBL52645 HIV-1 PR 1 Training

Cclonc(C)c1CNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@@H](0)
CHEMBL297720 HIV-1 PR 1 Training |C[C@@H](Cc3cccee3)C(=O)N[C@@H]4[C@H](0O)COcS5cccecsd
5

CC(C)(NICCN(C[C@@H](O)C[C@@H](Cc2ccecc2)C(=0)N[C
CHEMBL79236 HIV-1 PR 1 Prediction |(@@H]3[C@H](O)COc4ccecc34)[C@@H](C1)C(=O)NCC(F)(F)
F)c5oc6cencecoes

COCCOCOCCCclcee(C[C@H](C[C@H](0)[C@H](Cc2cccec2)
CHEMBL49768 HIV-1 PR 1 Training |NC(=0)OC(C)(C)C)C(=O)N[C@@H]3[C@H](O)Cc4cccecc3d)ce
1
CC(C)(C)OC(=O)N[C@@H](Cclcecee)[C@@H](O)C[C@@H]
CHEMBL295442 HIV-1 PR 1 Training  |(Cc2cce(OCCN3CC[S+]([O-
DCC3)cc2)C(=0)NC4[C@H](O)Cc5ccececds

CC(C)(C)OC(=0)N[C@@H](Cclcccee] ) [C@@H](0)C[C@@H]

CHEMBL416082 HIV-1 PR 1 Training  |(Cc2ccc(OCCN3CCS(=0)(=0)CC3)cc2)C(=0)NC4[C@H](O)Cc
Scceec4s
CC(C)CINC(=0)[C@@H]1CN(CCNIC[C@@H](O)C[C@@H](

CHEMBL312238 HIV-1 PR 1 Prediction |Cc2cccec2)C(=O)N[C@@H]3[C@H](O)COc4ccecc34)C(C)(C)es
ocbeenecheS

COC(CCclcee(C[C@H](C[C@H](0)[C@H](Cc2ceccc2)NC(=0)

CHEMBL297294 HIV-LPR 1 Training 60 0)0)C(=0)N[C@@H]3[C@H](0)Cedeceec3d)ee 1 YOC
CC(C)(CNC(=0)[C@@H]1CN(Ce2cee3scec3s2)CONIC[C@@H
CHEMBL316454 | HIV-IPR | 1 | Training ](0)C[C@@H](Cedocencd)C(=0)N[C@@H]S[C@H](O)Cobeoce
c56
_ |ec)(©)0cEoNIC@@H](CelecceeH[C@Q@H](O)C[C@@H]
CHEMBL295549 HIV-TPR 1 Training 0 o 0 0e(OCCO)ee2)C(=0)NCI[C@H](0)Codeccee3d
CHEMBL419923 HIV-IPR | 1 | Prediction CC(O(CQOCEOINIC@@H](Celcccee)IC@@H)(O)CIC@@H]

(Cc2cccec2)C(=0)N[C@@H]3[C@H](O)[C@H](O)cdccecc3d
CHEMBL44489 HIV-1PR | 1 Training |CC(C)(C)OC(=0)N[C@@H](CclcecceH[C@@H](0)C[C@@H]
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(Cc2ccc(CCCO)ec2)C(=0)N[C@@H]3[C@H](O)Cc4cccec34

CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc
CHEMBL293992 HIV-1 PR 1 Training |2cceec2)[C@H](O)CN3CCN(CcedcecScecce5s4)C[C@H]3C(=0)N
C(C)O)C

CC(O)[C@]1(CCc2ccc(N)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(CO
)cc3C(C)(C)C

CC(C)(C)NC(=0)[C@@H]1CN(Cc2cc(Br)cs2)CCNIC[C@@H](
CHEMBL318777 HIV-1 PR 1 Prediction |O)C[C@@H](Cc3cenee3)C(=O)N[C@@H]4[C@H](O)Cc5ccece
45

CC(C)[C@@H]1[C@@H](CCS1(=0)=0)0C(=0)N[C@@H](Cc
CHEMBL294392 HIV-1PR | 1 Training  2ccece2)[C@H](0)CN3CCN(CedecSceseSsd)C[C@H]3C(=0)NC
OO

CC(CYCINC(=0)[C@@H]1CN(Cc2cc3cesc3s2)CCNIC[C@@H
CHEMBL96645 HIV-1 PR 1 Training |]J(O)C[C@@H](Cc4ccencd)C(=0)N[C@@H]5[C@H](O)Ccbecce
c56

COCCOCOCCc]cee(C[C@H](C[C@H](0)[C@H](Cc2cccec2)N

CHEMBL285759 HIV-1 PR 1 Training

CHEMBL297066 | HIV-IPR | 1| Training | _600)(C)0)C(=0)N[C@@H]3[C@H](O)Cedeccce34)ec]
. ICelocencl CNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@@H](0)C]
CHEMBL30IS7L | HIV-IPR |1 Prediction .4 a1)(Ce3eccee3)C(=0)N[C@@HJ4[C@H](0)COcSceeeeds
CC(C)(CNC(=0)[C@@H]1CN(Ce2e(F)ecec2F)CCNIC[C@@H
CHEMBL318525 HIV-1 PR 1 Training |]J(O)C[C@@H](Cc3ccenc3)C(=0)N[C@@H]J4[C@H](O)CcScccc
c45
CC(C)(N1CCN(C[C@@H](0)C[C@@H](Ce2cceec2)C(=0)N[C
CHEMBL311953 | HIV-IPR | 1 | Training (@@H]3[C@H](O)COcdcccce3d)[C@@H](C1)C(=0)NCC(F)(F)
C(F)(F)F)c50c6cencc6cs
_|ec)c)ocEoNC@@H](Celecc(O)ee N [C@Q@HI(O)CIC@
CHEMBL295470 HIV-TPR 1 Training | 2 Cedeec(0)0e2)C(=0)NC3[C@H](0)Cedeccoe34
. lcCC(O)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Celceccc]
CHEMBLA31999 | HIV-IPR | 1| Prediction |t o Co OO
Celeenc(C)el CNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@@H](O)
CHEMBL299884 HIV-1 PR 1 Training |C[C@@H](Cc3cceec3)C(=O)N[C@@H]4[C@H](O)COc5cccecsd
5
_ |cco)©)0CcE0INIC@@H](Celeccee)[C@@H](0)C[C@@H]
CHEMBL298316 | HIV-IPR |1 Training | 5 00(0)0c2)C(=0)N[C@Q@H]3[C@H](O)Cedoceec3d
_ |ec)©)0cEoN[C@@H](Celeccee N [C@@H](O)C[C@@H]
CHEMBL291196 HIV-LPR 1 Training 00 o (CCOYee2)C=0)N[C@@HI3[C@H](0)Cedecccc34
. lcc)©)oc=oNIC@@H](Celcccee H[C@Q@HIO)C[C@@H]
CHEMBL2909S7 | HIV-IPR |1 | Pradiction | o 0 M o etccomnss
_ |ec)(©)0cEoN[C@@H](Celcccee N [C@Q@H](O)C[C@@H]
CHEMBL295530 HIV-TPR 1 Training oy 020\ 0 cee(0)0c2)C(=0)N[C@@HB[C@H](0)Codeccee3d
_ |ec)©)ocEoNIC@@H](Celeccee N [C@Q@H](O)C[C@@H]
CHEMBLA7610 HIV-TPR 1 Training 060 0 ne3eecce3n2)C(=0)N[C@@HIA[C@H](0)Cedcccecds
_ |ec©)©)0cEoN[C@@H](Celeccee N [C@Q@H](O)C[C@@H]
CHEMBLA6114 HIV-IPR 1 Traiming 0o e (CO)ee2)C(=0)N[C@@H]3[C@H](0)Cedecccc34
CC(C)(C)OC(=0)N[C@@H](Cel cecce)[C@@H](0)C[C@@H]
CHEMBL295471 HIV-1 PR 1 Prediction |(Cc2ccc(cc2)S(=0)(=0)C)C(=0O)N[C@@H]3[C@H](O)Cc4cccce
34
_ |ec)(©)0cEoN[C@@H](Celcccee N [C@Q@H](O)C[C@@H]
CHEMBLI11143 HIV-IPR 1 Training 00 Ceeee2)C(=0)N[C@@H][C@H](0)COcheccec3d
CHEMBLA45451 HIV-IPR | 1 Training  |CC(CNCOOCEONC@@H](Celcceec [ C@@HI(O)CIC@@H]

(Cc2ccc(0OCce3cccec3)cc2)C(=0)NC4[C@H](0O)CcScccccds
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CC(O)[C@@H]1 [C@@H](CCS1(=0)=0)OC(=0)N[C@@H](Cc

CHEMBL292193 HIV-IPR | 1 Training  2ccece2)[C@H](0)CN3CCN(Cedec(Br)esd)C[C@H]3C(=0)NC(
C)(C)C
CHEMBL322984 HIV-IPR | 1 | Prediction CCOCOCEONIC@@H](CelcccceDIC@@HI(O)CIC@@H]

(CCCc2ccccc2)C(=ON[C@@H]3[C@H](O)[C@H](O)cdcccec34

CC(C)C1(CCc2csc(CO)c2)CC(=0)C(=C(0)01)Sc3ce(C)c(CO)ce
3C(C)CO)C

CC(O)[C@H](NC(=0)OCclccecel)C(=O)N[C@@H](Cc2ccecc?)
CHEMBLA48565 HIV-1 PR 1 Training |[C@@H](O)[C@@H](O)[C@H](Cc3ccccc3)NC(=0)[C@@H](N
C(=0)OCc4cccecd)C(O)C

CC(C)Y(O)OC(=ON[C@@H](Cclcccee)[C@@H](O)C[C@@H]
CHEMBL297673 HIV-1 PR 1 Training  |(Cc2ccc(OCC(=O)N3CCOCC3)cc2)C(=0)NC4[C@H](O)Cc5ccc
cc45

CC(CYC)OC(=O)N[C@@H](Cclccecel)[Ca@@H](O)C[C@@H]
CHEMBL46274 HIV-1 PR 1 Prediction |(Cc2ccc(OCC[N+]3([O-
DCCOCC3)cc2)C(=0)NC4[C@H](O)Cc5cceccds

CC(O)[C@H](NC(=O)[C@@H](C[C@H](O)[C@H](Cclcceecl)
NC(=0)OC(C)(C)C)Cc2ccccc2)C(=0)NCc3ncdcccec4[nH]3

CN1CCN(CCOe2cce(C[C@H](C[C@H](O)[C@H](Ce3ceece3)N
C(=0)0C(C)(C)C)C(=0)NCA[C@H](0)CcSeccecdS)ec2)CCl

CC(C)(ONC(=0)[C@@H]IC[C@@H]2SCC[C@@H]2CN1C[C
CHEMBL99267 HIV-1 PR 1 Training |@@H](O)[C@H](Cc3cccec3)NC(=0)[C@@H](CS(=0)(=0)c4cc
c5cceec5¢4)NC(=0)C(F)(F)F

CC(C)(C)NC(=0)[C@@H]1C[C@@H]2SCC[C@@H]2CN1C[C
CHEMBL100040 HIV-IPR | 1 | Prediction @@H](O)[C@H](Cc3cecec3)NC(=0)[C@@H](CS(=0)(=0)cdcc
c(F)ecd)NC(=0)C(F)(F)F

CC(C)(CNC(=0)[C@@H]1C[C@@H]2SCC[C@@H]2CNI1C[C
CHEMBL98589 HIV-1 PR 1 Training |@@H](O)[C@H](Cc3cccee3)NC(=0)[C@@H](CS(=0)(=0)cdce
cSceecee5¢4)NS(=0)(=0)C
CC(C)(C)OC(=O)N[C@@H](Cclcecee)[C@@H](O)C[C@@H]
(Cc2ceec(0)c2)C(=O)N[C@@H]3[C@H](O)Cc4ccecc34
CC(C)(CNC(=0)[C@@H]1C[C@@H]2SCC[C@@H]2CNI1C[C
CHEMBL95228 HIV-1 PR 1 Training |@@H](O)[C@H](Cc3cecee3)NC(=0)[C@@H](CS(=0)(=0)cdce
ccS5ceencdS)NC(=0)C(F)(F)F
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2SCC[C@@H]2CNIC[C
CHEMBL98954 HIV-1 PR 1 Prediction |(@@H](O)[C@H](Cc3cceec3)NC(=0)[C@@H](CS(=0)(=0)c4cc
¢(F)ccd)NS(=0)(=0)C
CC(C)C(NC(=0)OCclcccecl ) C(=ON[C@@H](Cc2cccce2)[C@

CHEMBL77786 HIV-1 PR 1 Training

CHEMBL276447 HIV-1 PR 1 Training

CHEMBLA44578 HIV-1 PR 1 Training

CHEMBL297189 HIV-1 PR 1 Training

CHEMBL9544 HIV-1 PR 1 Training |H](O)[C@@H](O)[C@H](Cc3ccccc3)NC(=0)C(NC(=0)OCc4cc
cccd)C(C)C
CC(C)C(NC(=0)OCclcccecl ) C(=ON[C@@H](Cc2cccee2)[C@

CHEMBL9705 HIV-1 PR 1 Training |@H](O)[C@@H](O)[C@H](Cc3cccec3)NC(=0)C(NC(=0)OCc4
cceecd)C(O)C

CSclece(C[C@H](C[C@H](0)[C@H](Ce2ccece2)NC(=0)OC(C)

CHEMBL29S3S7 | HIV-IPR | 1 | Trining | e e O e ec]
. lCC(C)(C)OC(=0)N[C@@H](Cel cccee HC@@H](0)C[C@@H]

CHEMBL265514 | HIV-IPR 1 Prediction | o\ 0\ 05 0 c00c2)C(=0)N[C@@H]3[C@H](O)Codoocee3d
CN(C)cleee(CNC(=0)[C@@H](NC(=0)c2ccccc2c3cccee3)[C@
CHEMBLAI3515 HIV-IPR | 1 | Training | GHIANIC@@HJ(CEOINCCNC(EO)C@@HIN[C@HISCS(C)

O)[C@H](NC(=0)c6¢cccecoe7eccec7)C(=0)NCce8ccc(cc8)N(C)C)
C(C)(C)S4)ccl

CHEMBL296115 HIV-1PR | 1 Training |CC(C)(C)OC(=0)N[C@@H](CclcecceH[C@@H](0)C[C@@H]
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(Cc2cccec2)C(=0)N[C@@H]3[C@H](O)Ccécccec34

CC(C)C[C@H](NC(=0O)[C@H](C\C=C\clccceel)C[C@H](0)[C
CHEMBLA47480 HIV-1 PR 1 Training |@H](Cc2ccccc2)NC(=0)OC(C)(C)C)C(=O)N[C@@H](Cc3cceec
3)C(=O)N

CC(C)C1(CCc2cnes2)CC(=0)C(=C(0)01)Sc3cc(C)c(CO)ec3C(C
NO)C
CCI(C)SCN([C@@H]1C(=0)NCc2c(F)ccec2F)C(=0)[C@@H](
CHEMBLS52670 HIV-1 PR 1 Training |O)C[C@@H](Cc3cceee3)C(=O)N[C@@H]4[C@H](0O)COcS5ccce
c45

CC(C)[C@H](NC(=0)[C@@H](C[C@H](0)[C@H](Cclcceec])

CHEMBL77497 HIV-1 PR 1 Prediction

CHEMBL329750 | HIV-IPR |1 | Training |0 —65)00(C)(C)C)Ce2eccee2) C(=0)NCe3eceec
CC(O)[C@@H] I [C@@H](CCS 1(=0)=0)0OC(=0)N[C@@H](Ce
CHEMBL410311 | HIV-IPR | 1 | Training 2ccecc2)[C@H](O)CN3CCN(Cedeee(Br)sd)C[C@H]3C(=0)NC(
C)(C)C
. |cc(0)(©)0C(=0N[C@@H](Cel ceceeN[C@@H](0)C[C@@H]
CHEMBL108918 1 HIV-IPR |1 | Prediction | oq7 cccee2) C(=0)N[C@@H]3[C@H](0)Cedeceee3d
CHEMBL 164045 HIV-1 PR | Training CC(C)(C)NC(=O)clecceel C[C@@H](O)[C@H](CSc2cce3ccecec3

¢2)NC(=0)[C@H](CC(=0)N)NC(=O)cdcceSceecesnd

CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CNI1C[
CHEMBL351834 HIV-1 PR 1 Training |C@@H](O)[C@H](CSc3cccdcccecdc3)NC(=0)[C@H](CC(=O)N
JNC(=0O)c5SccecbecceeonS

CC(C)(C)OC(=0)N[C@@H](Cclcccec)[C@@H](0)C[C@@H]
(Cc2ece(cc2)C(F)(F)F)C(=0)N[C@@H]3[C@H](O)Cedcccec34
CC(C)(C)OC(=0)N[C@@H](Cclcccec])[C@@H](0)C[C@@H]
(Cc2cce(cc2)C(C)(C)C)C(=0)N[C@@H]3[C@H](0)Cedeccec3d
CC(C)(C)OC(=0)N[C@@H](Cclcccee] ) [C@@H](0)C[C@@H]
CHEMBL295904 HIV-IPR | 1 Training  |(Cc2cee(ce2)[N+](=0)[O-
DC(=O)N[C@@H]3[C@H](O)Ccdcccec34

Ccleece(C)elCNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@@H](O)

CHEMBL296484 HIV-1 PR 1 Training

CHEMBL297620 HIV-1PR 1 Prediction

CHEMBL298393 HIV-1 PR 1 Training |C[C@@H](Cc3cccec3)C(=O)N[C@@H]4[C@H](O)COcS5cccecsd
5
CHEMBL305814 HIV-1 PR 1 Training g?é)(é)c(ié(CCCZCc[nH]n2)CC(:O)C(:C(O)O1)Sc3cc(C)c(CO)ccS
CC(C)(C)OC(=0)N[C@@H](Cel cceeeH[C@@H](0)C[C@Q@H]
CHEMBL295924 HIV-IPR | 1 | Prediction |(C\C=C\c2ccc(CCN3CCOCC3)ee2)C(=0)N[C@@H4[C@H](O)
Cc5cceececd5s
. |Celece(CIC@HI(C[C@H](O)[C@H](Cc2eceec2)NC(=0)OC(C)(
CHEMBL265516 HIV-IPR | 1 Training | S @ @HC@HIO)Codoceceddyect
CHEMBL308780 HIV-1PR | 1 Training g(2(81(\%?[%%?{)]%?C@Cﬂf&gﬁfc“I)C(O)C[C@H](CCZCCCCCZ)
. lcce)©)oc=0N[C@@H](Celeecee)[C@Q@H](O)C[C@@H]
CHEMBL296493 HIV-TPR 1 Training 0o e (N)ee2) C(=0)N[C@@H3[C@H](0)Cedecccc34
CC(C)[C@@H]1 [C@@H](CCS1(=0)=0)OC(=0)N[C@@H](Cc
CHEMBL301269 HIV-IPR | 1 | Prediction 2ccece2)[C@H](O)CN3CCN(CedecSsceeSsd)C[C@HJ3C(=O)NC
OO
. o[c@@HI(C[C@@H](Ccleccec)C(=0)N[C@Q@HI2[C@H](O)
CHEMBL101560 HIV-TPR 1 Training 6300 cce23)[C@H](Codeccecd)NC(=0)0CSCCCCS
CHEMBLI8261 HIV-LPR | 1 Training )c(gg(cj)c1(CCchoccz)cC(:O)C(:C(O)o1)Sc3cc(C)c(c0)cc3C(c
CHEMBL277908 HIV-IPR | 1 Training  |CC(CNCOOCCONIC@E@H](Celccccc N C@@H)(O)C[C@@H]

(Cc2cceec2)C(=0)NC3[C@H](O)Cc4ccccc34
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CC(C)C1(CCc2cccs2)CC(=0)C(=C(0)0O1)Sc3cc(C)e(CO)ee3C(C
(&

CC(C)(C)OC(=ON[C@@H](Cclcee(O)ecl)[C@@H](0O)C[C@
@H](Cc2cccec2)C(=O)NC3[C@H](O)Cc4cccec34

CC(C)C[C@H](INC(=0O)[C@H](CCCclccecel)C[C@H](O)[C@H
CHEMBL291195 HIV-1 PR 1 Training  |](Cc2cccec2)NC(=0)OC(C)(C)C)C(=O)N[C@@H](Cc3cccee3)C(
=0)N
CC(C)(N1ICCN(C[C@@H](O)C[C@@H](Cc2ccecc2)C(=0)N[C
CHEMBLS82245 HIV-1 PR 1 Training |@@H]3[C@H](O)COc4cccee34)[C@@H](C1)C(=O)NC5CCCC
5)c6oc7cenec7co
CC(C)C(NC(=0)OCclcecccl ) C(=O)N[C@@H](Cc2ccccc2)[C@
CHEMBL429722 HIV-1 PR 1 Prediction |(@H](O)[C@H](O)[C@H](Cc3cceec3)NC(=0)C(NC(=0)OCc4cc
cccd)C(C)C
CC(C)CNC(=O)[C@@H]1CN(CCNIC[C@@H](O)C[C@@H](C
CHEMBL310417 HIV-1 PR 1 Training |c2cceec2)C(=0)N[C@@H]3[C@H](O)COc4cccec34)C(C)(C)cSo
cbeenecHbeS

CHEMBL77431 HIV-1 PR 1 Prediction

CHEMBL297045 HIV-1 PR 1 Training

CC(CYCNC(=O)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[
CHEMBL49002 HIV-1 PR 1 Training |C@@H](O)[C@H](Cc3ccccc3)NC(=0)[C@@H](CS(=0)cdcccSc
ccee5¢4)NS(=0)(=0)C
CC(CYCNC(=O)[C@H]1C[C@@H]2CCCC[C@@H]2CN1CC(
CHEMBL73880 HIV-1 PR 1 Training |O)[C@H](Cc3cccce3)NC(=0)[C@H](CC(=O)N)NC(=O)c4cccSc
ccceSnd

CC(CYCINC(=O0)[C@@H]1CN(Cc2ccenc2)CCNIC[C@@H](0)
C[C@@H](Cc3ccece3)C(=ON[C@@H]4[C@H](O)CcS5cceccds

CC(C)C1(CCe2escc2C)CC(=0)C(=C(0)01)Sc3ec(C)e(CO)ee3C(

CHEMBL115 HIV-1 PR 1 Prediction

CHEMBL265975 HIV-IPR | 1 Training |
CC(C)C[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Celoceec]
CHEMBL289195 HIV-1 PR 1 Training |)NC(=0)OC(C)(C)C)Cc2ccccc2)C(=O)N[C@@H](Cc3cceec3)C(
—O)N
CC(=0)N[C@H](CS(=0)(=0)c ] cece2eeenc 1 2)C(=0)N[C@@H](
CHEMBL99357 HIV-IPR | 1 | Training |Cc3cecee3)[C@H](O)CNAC[C@H]SCCS[C@H]SC[C@H]AC(=0
INC(C)(O)C
CHEMBL75363 av1ok | 1| Prodiction g(Cé)c(éc)é(cchccc(N)cc2)CC(=0)C(=C(0)o1)Sc3cc(C)c(c0)cc3
CC(C)(C)OC(=0)N[C@@H](Cel cecee)[C@@H](0)C[C@@H]
CHEMBLA49544 HIV-IPR | 1 | Training (Cc2cce(CCCN3CCOCC3)ee2)C(=0)N[C@@H4[C@H](0)CeSe
ccecds
CC(C)CIC@H](NC(=0)[C@@H](C[C@H](O)[C@H](Celoceec]
CHEMBL298788 HIV-1 PR 1 Training |)NC(=0)OC(C)(C)C)Cc2ccc(cc2)c3ccccc3)C(=O)N[C@@H](Cc4
cccecd)C(=0)N
_ |ecoc@niiNc=0)[c@@H](C[C@H](0)[C@H](Celececcl)
CHEMBLY95413 HIV-1 PR 1 Training NC(=0)0C(C)(C)C)Ce2eccce2)C(=0)NCCO
. l0C(C)(C)OC(=0)N[C@@H](Cel cecee HC@@H](O)C[C@@H]
CHEMBL296137 | HIV-IPR |1 | Prediction | 05 cee(F)ec2)C(=0)N[C@@H]3[C@H](0)Cedeccec3d
_ |o[c@@HI(CIC@]1(Ce2eccec2)N=CC(=C10)C3C40C(=O)N[C
CHEMBL202345 HIV-TPR 11 Training | @) & Hac5cecce3$)[C@H](Cobeeecc6)NC(=0)O[C@H]7TCCOCT
CHEMBL306063 HIV-1PR | 1 | Troiing g?c()c()c(ilc(CCCch(C)cs2)CC(=O)C(=C(O)O1)Sc3¢c(C)c(CO)cc3
__ |eco)c@HiNC=0)[c@@HI(C[C@H](0)[C@H](Celcceccl)
CHEMBL97253 HIV-IPR |1 Training | e O
CHEMBL98129 HIV-IPR | 1 | Prediction |CCC(OIC@HINCEOIC@E@H](CIC@HIO)C@H](Celeceecl

YNC(=0)OC(C)(C)C)Cc2eecec2)C(=0)NCCO
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CHEMBLA47712

CHEMBL60697

CHEMBL319053

CHEMBL100089

CHEMBL432550

CHEMBL316694

Aceclofenac
Acetaminophen
Acetazolamide
Acetophenazine

Amantadine
Ambenonium

Amineptine
Amiodarone
Anmitriptyline
Aprobarbital
Artane
Aspirin
Atenolol
Atropine

Baclofen

Beclomethasone

Benzonatate
Biperiden
Bromocriptine
Buclizine

Budesonide

Buprenorphine

Caffeine
Cantil
Carbachol

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR

HIV-1 PR

HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR
HIV-1 PR
HIV-1 PR

Training

Training

Training

Prediction

Training

Training

Training
Prediction
Training
Training

Training
Prediction

Training
Training
Training
Prediction
Training
Training
Training
Prediction

Training

Training

Training
Prediction
Training
Training

Training

Prediction
Training
Training

Training

CC(C)(C)OC(=0N[C@@H](Cclcccee] ) [C@@H](0)C[C@@H]
(Cc2ccc(OCCN3CCSCC3)ec2)C(=0)NCA[C@H](0)CeScceccds

CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc
2cccec2)[C@H](O)CN3CCN(Cceécesc5cee(ClyecdS)C[C@H]3C(=
O)NC(C)(C)C

CC(C)CINC(=O)[C@@H]1CN(Cc2¢(F)ccec2F)CCNIC[C@@H
1(0O)C[C@@H](Cc3cence3)C(=0)N[C@@H]J4[C@H](O)Cc5cccc
c45

CC(C)(CNC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CNI1C[
C@@H](0O)[C@H](Cc3cecee3)NC(=0)[C@@H](CS(=0)(=0)c4
cceScecec5c4)NS(=0)(=0)C

CC(CY(N1CCN(C[C@@H](0O)C[C@@H](Cc2cccec2)C(=O)N[C
@@H]3[C@H](0)COc4cceec34)[C@@H](C1)C(=O)NCC5CCS)
cboc7cencc7ch

CC(=0)N[C@H](CS(=0)(=0)cccc2eccec2e 1)C(=0)N[C@@H](
Cc3cecee3)[C@H](0)CNAC[C@H]5CCS[C@H]5C[C@H]AC(=0
INC(C)(O)C

Clc2cecc(Cl)e2Neleeeec 1 CC(=0)OCC(=0)0
Oclcee(NC(C)=0O)ccl

O=S(N)(=0)c1nnc(NC(C)=0)s1
CC(=0)c2cc3N(CCCNICCN(CCO)CCl)cdeccee4Sc3cec2
NC13CC2CC(CC(C1)C2)C3

Clc2ceccc2C[N+](CC)(CC)CCNC(=0)C(=O)NCC[N+](Cclcceee
ICI)(CC)CC

0O=C(O)CCCCCCNC2c3ccccc3CCceleccecl2
CCN(CC)CCOclc(D)ee(ccl)C(=0)c2ce3cceec30c2CCCC
CN(C)CC\C=C1\c3cccee3CCe2cceccl2
O=CINC(=O)NC(=0)C1(CC=C)C(C)C
OC(CCNICCCCCT)(c2cceec2)C3CCCCC3
0O=C(C)Oclcceccl C(=0)O
CC(C)NCC(0)COclcee(cc)CC(N)=0
CN3CICCC3C[C@@H](C1)OC(=0)C(CO)c2cccec2
Clecleece(cel)C(CN)CC(=0)0O
OCC(=0)[C@@]4(0)[C@@H](C)CC3C2CCCI=CC(=0)C=C[C
@(O)[C@@]2(CH[C@@H](0)C[C@@]34C

O=C(OCCOCCOCCOCCOCCOCCOCCOCCOCCOC)clecc(NC
CCC)ccl

OC(CCNI1CCCCCI)(c2ececc2)C4CC3C=CC4C3

Bre3nc2ecce 1 C4=C[C@H](CN(C)C4Ce3c12)C(=0)N[C@@]7(O
[C@]6(0)N([C@@H](CC(C)C)C(=0)N5CCCC56)CT=0)C(C)C

CC(C)(C)cleee(cc1)CN2CCN(CC2)C(e3cee(Cl)ee3)cdcccccd

0CC(=0)[C@@]530C(0[C@@H]5CC2C1CCC4=CC(=0)C=C[
C@]4(C)C1[C@@H](0)C[C@@]23C)CCC

CC(C)(C)C(C)(O)[C@H]1C[C@]75CCIC@]1(0C)[C@@H]20c4
¢(0)ccc3C[C@H]7IN@](CC[C@]25¢34)CC6CC6

O=C2c1n(C)cncIN(C)C(=O)N2C
O=C(OCICCC[N+](C)(O)C1)C(O)(c2cceec2)c3cceec3
C[N+](C)(C)CCOC(=0O)N
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Carbamazepine HIV-1 PR -1 Prediction
Carisoprodol HIV-1 PR -1 Training
Carvedilol HIV-1 PR -1 Training
Cefoperazone HIV-1 PR -1 Training
Chloral hydrate HIV-1 PR -1 Prediction
Chlordiazepoxide HIV-1 PR -1 Training
Chlorpropamide HIV-1 PR -1 Training
Chlorthalidone HIV-1 PR -1 Training
Clidinium HIV-1 PR -1 Prediction
Clobazam HIV-1 PR -1 Training
Clofazimine HIV-1 PR -1 Training
Clomipramine HIV-1 PR -1 Training
Clonidine HIV-1 PR -1 Prediction
Codeine HIV-1 PR -1 Training
Colchicine HIV-1 PR -1 Training
Cyclizine HIV-1 PR -1 Training
Cyclosporin HIV-1 PR -1 Prediction
Dextropropoxyphene HIV-1 PR -1 Training
Diazepam HIV-1 PR -1 Training
Diflucortolone HIV-1 PR -1 Training
Dimercaprol HIV-1 PR -1 Prediction
Diphenhydramine HIV-1 PR -1 Training
Diphenidol HIV-1 PR -1 Training
Dobutamine HIV-1 PR -1 Training
Dofetilide HIV-1 PR -1 Prediction
Domperidone HIV-1 PR -1 Training
Dopamine HIV-1 PR -1 Training
Doxazosin HIV-1 PR -1 Training
Doxepin HIV-1 PR -1 Prediction
Dronabinol HIV-1 PR -1 Training
Droxicam HIV-1 PR -1 Training
Entacapone HIV-1 PR -1 Training
Epinephrine HIV-1 PR -1 Prediction
Eprosartan HIV-1 PR -1 Training
Ergotamine HIV-1 PR -1 Training

NC(=0)N2c3cccee3C=Cclcceccl2
O=C(NC(C)C)OCC(C)(COC(=O)N)CCC
COc4cccecc4dOCCNCC(0)COc2ccec3ncleccec1c23

0=C1C(=0)N(CC)CCN1C(=0)N[C@H](c2ccc(0)ce2)C(=0)N[C
@@H]5C(=0)N4C5SCC(CSc3nnnn3C)=C4C(=0)0

CIC(CDH(CDHC(0)O
Cleleec2N=C(C[N+]([O-])=C(c2c1)c3cccee3)NC
O=S(=0)(NC(=O)NCCC)clcce(Cl)ccl

NS(=0)(=O)clcc(ccc I CHC3(O)NC(=O)c2cceec23
OC(clcceeel)(c2eeceec2)C(=0)OC4AC[N+]3(C)CCC4CC3
Clclcec2e(c)N(C(=0)CC(=0)N2C)c3cceee3

Cleclcec(cc1)NC3=CC4=Nc2cccce2N(C4=C\C3=N\C(C)C)c5cee(
Cl)ec5

CN(C)CCCN2c3cceee3CCcelece(Clyecl2
Clc2cceec(Cl)e2\N=C1/NCCN1

COcleec2C[C@H]SIN@@](C)CC[C@@]43CSC=C[C@H](0)[C
@@H]40c1c23

CC(=0)N[C@H]2CCc3cc(OC)c(0OC)e(OC)c3C1=CC=C(OC)C(=
0)C=C12

CNI1CCN(CC1)C(c2ceccec2)c3ccceec3

CC(C\C=C\C)C(0)C1C(=0)NC(CC)C(=0)N(C)CC(=0)N(C)C(C
C(C)C)C(=0)NC(C(=0)N(C)C(CC(C)C)C(=0)NC(C)C(=0)NC(
C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(C(
C)C)C(=0)N1C)C(C)C

CN(C)CC(O)C(OC(=0O)CC)(Cclecececl)e2cccec2
Clecleec2e(c1)C(=NCC(=0O)N2C)c3ccecc3
OCC(=0)[C@HJ4[C@H](C)CC3C2C[C@H](F)C1=CC(=0)C=C[
C@I(O)[C@@]2(F)[C@@H](O)C[C@@]34C

OCC(S)CS

CN(C)CCOC(clceeeel)c2eccec2
OC(CCCNI1CCCCCI)(c2cceec2)c3cceec3
Oc2ccc(CCNC(C)CCcleee(O)ecl)cc20
CS(=0)(=0)Nclcce(ccl)CCN(C)CCOc2ccc(cc2)NS(C)(=0)=0
ClcdccSNC(=0)N(C3CCN(CCCN1c2ceccc2NC1=0)CC3)c5cc4
Oclcec(CCN)eelO
COclcc2ne(ne(N)c2cc 1 OC)N3CCN(CC3)C(=0)C4COc5cccec5SO
4

CN(C)CC\C=C1/c3ccccc30Cc2cccccl2
CCCCCc3cc20C(C)(C)C1CCC(C)=CC1c2c(0)c3
O=C(N2C3=NC=CC=C3)C(N1C)=C(0OC2=0)C(C=CC=C4)=C4S
1(=0)=0
Oclec(\C=C(/C#N)C(=O)N(CC)CC)cc([N+]([O-])=0)c10
Oclcec(eclO)[C@@H](O)CNC
OC(=0)C(/Cclcees])=C/c3enc(CCCC)N3Cc2ccc(cc2)C(=0)0

CN2C[C@@H](C=C1c3ceccdnec(CC12)c34)C(=0)N[C@]8(C)O
[C@]7(0O)N([C@@H](CcSceceeS)C(=0)N6CCCC67)C8=0
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Ethosuximide

Fentanyl
Fexofenadine

Flecainide

Flunarizine
Flunisolide

Fluoxetine
Fluvoxamine

Gabapentin
Gestodene

Glutethimide
Glycopyrrolate
Guanadrel
Halofantrine
Haloperidol
Halothane

Hydromorphone

Hydroxyzine
Indapamide
Indomethacin
Isoetharine
Isoproterenol
Isosorbide
Ketamine
Labetalol

Lacidipine

Lamotrigine

Leuprorelin

Levodopa

Lidocaine

Loratadine
Maprotiline

Meclizine

Medroxyprogesterone

Melfalan
Meprobamate

Methamphetamine

HIV-1 PR
HIV-1 PR

HIV-1 PR

HIV-1 PR
HIV-1 PR

HIV-1 PR

HIV-1 PR
HIV-1 PR
HIV-1 PR

HIV-1PR

HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR

HIV-1 PR

HIV-1PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR

HIV-1 PR

HIV-1PR

HIV-1 PR

HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR

HIV-1 PR

HIV-1PR
HIV-1 PR
HIV-1 PR

-1
-1
-1

Training

Prediction
Training

Training

Training
Prediction

Training
Training

Training
Prediction

Training
Training
Training
Prediction
Training

Training
Training

Prediction
Training
Training
Training

Prediction
Training
Training

Training
Prediction

Training

Training

Training
Prediction
Training
Training

Training
Prediction

Training
Training

Training

CCI(CO)CC(=O)NC1=0
CCC(=O)N(C2CCN(CCclcceeel)CC2)c3cccec3

O=C(0)C(C)(C)clcee(cel)C(O)CCCN2CCC(CC2)C(0)(c3ceccee3
)cdcccecd

FC(F)(F)COc2cc(C(=O)NCCI1CCCCN1)c(OCC(F)(F)F)cc2
Felcee(cel)C(c2eec(F)ec2)N3CCN(CC3)C/C=C/c4cceecd

0CC(=0)[C@@]540C(C)(C)O[C@@H]5CC3C2C[C@H](F)Cl=
CC(=0)C=C[C@]1(C)C2[C@@H](0)C[C@@]34C

FC(F)(F)c2cec(OC(CCNC)clceceel)ec2
FC(F)(F)clcee(ce1)C(ACCCCOC)=N\OCCN
NCC1(CC(=0)0O)CCCCC1

0=C2CCC3CACCIC@@]1(CC)C(C=C[C@@]1(O)C#C)CACCC3
-C2

CCC1(CCC(=0O)NC1=0)c2ccccc2
C[N+]3(C)CCC(OC(=0)C(O)(clecececc1)C2CCCC2)C3
N=C(N)NCC2COCI1(CCCCC1)02
CCCCN(CCCC)CCC(O)c2ecle(Clhce(Clyecle3dec(cec23)C(F)(F)F
Fclcee(cel)C(=0)CCCN2CCC(O)(CC2)c3ccc(Clyec3
BrC(CC(F)(F)F

0=C1CCC3[C@H]2Cc5cec(0)c40[C@@H] 1 [C@]3(CCIN@@]2
C)cds

Clclcee(cel)C(c2ceccc2)N3CCN(CC3)CCOCCO
NS(=0)(=O)clcc(cccCI)C(=O)NN2c3cceec3CC2C
Cleclcece(cel)C(=0)n3c2ccc(cc2e(CC(=0)0)c3C)0C
Oclcee(cc10)C(O)C(CCONC(C)C
Oclcee(cc10)C(O)CNC(C)C
[O-][N+](=0)O[C@H]2COC1C20CCI1O[N+]([O-])=O
CNC1(CCCCC1=0)c2cccec2Cl
O=C(N)clcc(cecc1O)C(O)CNC(C)CCc2ccccc2

CC(N2)=C(C(OCC)=0)C(C(C(OCC)=0)=C2C)C(C=CC=C1)=Cl
/C=C/C(OC(C)(C)C)=0

Clclccce(c1Cl)e2nne(N)nc2N

O=C(NCO)[C@@H]6CCCN6C(=0)C(N)CCCNC(=N)NC(=0)C(
CC(C)C)NC(=0)[C@@H](CC(C)C)NC(=0)C(Cclcce(O)ccl)NC
(=O)C(CO)NC(=0)C(Cc3cnc2cccec23)NC(=0)C(Cedenend)NC(
=0)C5CCC(=0O)NS5

Oclcee(C[C@H](N)C(=0)O)cc10

O=C(Nclc(C)cececl C)CN(CO)CC
Clc3cc4CCcelecenc 1 C(=C2/CCN(CC2)C(=0)0OCC)\c4cc3
CNCCCC24CCC(clcececl2)c3cccec34
Cclccee(c1)CN2CCN(CC2)C(e3cec(Cl)ee3)cdcccecd

CC(=0)[C@@]2(0)CCC1C3C[C@H](C)C4=CC(=0)CCI[C@]4(
C)C3CC[C@@]12C

O=C(O)[C@@H](N)Cclcce(cc1)N(CCCI)CCCl
O=C(N)OCC(C)(COC(=0O)N)CCC
C[C@H](NC)Cclcccceel
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Methantheline
Methocarbamol
Methoxyflurane

Methscopolamine
Methylphenidate

Methysergide

Metoclopramide
Midodrine
Mirtazapine
Modafinil

Montelukast
Moricizine

Morphine

Nalmefene
Neostigmine

Nifedipine

Oxycodone

Paroxetine
Pecazine
Pergolide

Phenylbutazone

Phenytoin

Pilocarpine
Pimozide

Pramipexole
Probenecid
Procyclidine
Propantheline
Pseudoephedrine
Pyrantel
Quinidine

Ranitidine

Rifampin

Risperidone

Ropinirole

Salmeterol

HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR

HIV-1 PR

HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1PR

HIV-1 PR

HIV-1PR

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1 PR
HIV-1PR
HIV-1 PR
HIV-1 PR

HIV-1 PR

HIV-1 PR

HIV-1 PR
HIV-1 PR

Prediction
Training
Training
Training

Prediction
Training

Training
Training
Prediction

Training
Training
Training

Prediction

Training
Training

Training

Prediction

Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training

Training

Prediction

Training

Training

Training

CC[N+](C)(CC)CCOC(=0)C1c3ccecc3Oc2eccecl2
NC(=0)OCC(0)COclccecec1OC

CIC(CDHC(F)(F)OC
OC[C@H](c1ceeceel)C(=0)OC2CC3C40C4C(C2)[N+]3(C)C
O=C(OC)C(CICCCCNI1)c2ccece?

CC[C@@H](CONC(=0)[C@@H]4C=C1C(Cc2cn(C)e3ccec]c23
YN(C)C4

Nclee(OC)e(celCl)C(=O)NCCN(CC)CC
COclcee(cc1C(O)CNC(=0)CN)OC
CN1CC2N(CCl)cdnceec4Ce3eceec23
O=S(CC(N)=0)C(clcccccl)c2eccec2

CC(C)(O)c5cccee5SCC[C@@H](SCCI(CC(=0)0)CCl)c2ccec(c2)
/C=C/c3cccdecc(Cl)ccdn3

O=C(OCC)Nclcc2N(c3cceec3Sc2ecl)C(=0)CCN4CCOCC4

Oclecc2C[C@HAN(C)CCIC@@]35[C@@H](Oc1c23)[C@Q@H]
(0)C=C[C@@H]45

C=C1CC[C@@]6(0)[C@H]3Cc5ccc(0)c40[C@@H] 1 [C@]6(C
CIN@@]3CC2CC2)cd5

O=C(Oclccce(c1)[N+](C)(C)C)N(C)C

CC(N2)=C(C(OC)=0)C(C(C(OC)=0)=C2C)C1=CC=CC=C1[N+]
([0-])=0

0=C1CC[C@@]5(0)[C@H]2Cc4cec(OC)c30[C@@H] 1 [C@]5(
CCIN@@]2C)c34

Felcee(cel)[C@@H]4CCNC[C@H]4COc2ccc30C0c3c2
CNI1CCCC(C1)CN2c4cceec4Sc3cceec23
CSC[C@@H]4CC1C(Cc2enc3cccele23)N(C4)CCC
0O=C3C(CCCC)C(=0)N(clceccecl)N3c2ceceec2
O=CINC(=0O)C(N1)(c2ccccc2)c3eecec3
Cn2cncc2C[C@H]1COC(=0)[C@H]1CC
Fclcee(ce1)C(CCCN2CCC(CC2)N3c4cceccdNC3=0)cScee(F)ees
CCCN[C@@H]1Cc2sc(N)nc2CCl1
O=S(=0)(N(CCC)CCC)clcce(ccl)C(=0)O
OC(CCNICCCC1)(c2cceec2)C3CCCCC3
CC(CO)[N+](C)(CCOC(=0)C1c3ccecee30c2ccccc12)C(C)C
OC(C(C)NC)cleccecl

CN2CCCN=C2/C=C/clccesl
COclcc2ce(cel)neec2[C@H](0)C4CC3CCN4CC3C=C
[O-][N+](=0O)\C=C(/NC)NCCSCclccc(CN(C)C)ol
CN1CCN(CC1)/N=C/c3c2NC(=0)C(C)=CC=C[C@H](C)[C@H](

0)[C@@H](C)[C@@H](0)[C@@H](O)[C@H](0C(C)=0)[C@
H](C)[C@@H](OC)C=CO[C@@]5(C)Oc4c(C)c(0)c(c20)c(c30)
c4C5=0

FC3=CC1=C(C=C3)C(C2CCN(CCC4=C(C)N=C5N(CCCC5)C4=
0)CC2)=NO1

CCCN(CCC)CCcleece2NC(=0)Ccl2
OCclce(cec10)C(O)CNCCCCCCOCCCCe2ceceec2
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Selegiline HIV-1 PR -1 Prediction |C#CCN(C)[C@H](C)Cclccececl
Sulfinpyrazone HIV-1 PR -1 Training |O=C4C(CCS(=0)clcceecl)C(=0)N(c2cccec2)N4c3ceeeeld
Tegafur HIV-1 PR -1 Training |FC1=CN(C(=O)NC1=0)C2CCCO2
Terpin HIV-1 PR -1 Training |C[C@@]1(O)CC[C@@H](CC1)C(C)(C)O
Tolcapone HIV-1 PR -1 Prediction |Oclcc(cc([N+]([O-])=0)c10)C(=0)c2cce(C)ec2
Tranylcypromine HIV-1 PR -1 Training |N[C@@H]2C[C@H]2c1cccccel
Trazodone HIV-1 PR -1 Training |Clclccee(c1)N2CCN(CC2)CCCN3N=C4C=CC=CN4C3=0
Triamcinolone HIV-1 PR -1 Training OCCEOC@@BO)C@HI(O)CIC@HIC@@HICCCI=CC(

=0)C=C[C@]1(O)[C@@]4F)C(O)C[C@@]23C
Valproic acid HIV-1PR | -1 | Prediction |CCCC(CCC)C(=0)O

0=C(0)[C@@H]%10NC(=0)[C@H]2NC(=O)[C@H](NC(=0)[C
@@H]6NC(=0)[C@H](CC(N)=O)NC(=O)[C@H](NC(=0)[C@
Vancomycin HIV-1 PR -1 Training |@H](CC(C)C)NC)[C@H](O)c7cec(OcSccoec(Oclecc(ecclCl)[C@
H]20)c50C40C(CO)C(0)C(0)CA4O0C3CC(CHN)C(O)C(CYO3)c(
CI)c7)c8ccc(0)c(c8)c9c(O)cc(0)ccH%10

Venlafaxine HIV-1 PR -1 Training |OC1(CCCCCI1)C(CN(C)C)c2ccc(OC)ec2
Verapamil HIV-1 PR -1 Training |COclce(cccl OC)C(CHN)(CCCN(C)CCc2cce(OC)c(0C)c2)C(C)C
Wytensin HIV-1 PR -1 Prediction |Clcleccc(Cl)cl/C=N/NC(=N)N
Zafirlukast HIV-1 PR 1 Training 8% 1 4c(cj%c(cjESA‘():(O(%(C:)CC?NC(=O)c5ccc(Cc?:cn(C)c2ccc(ch3)NC(=O)
Zileuton HIV-1 PR -1 Training | NC(=0)N(O)C(C)clec2ceccc2sl

Zonisamide HIV-1 PR -1 Training |NS(=0)(=0)Cc2noclcccccl2
CHEMBL338099 HIV-1RT 1 Training |Cclnc(CCCCCCC(=0)c2ceccc2)n3nc(cccl3)ndceencd
CHEMBL88677 HIV-1RT 1 Training  |Fcleccc(F)c1CC\N=C(/S)\Nc2ccc(Br)cn2
CHEMBL132756 HIV-1 RT 1 Prediction |COclccc(F)c(CC\N=C(/S)\Nc2cce(Br)en2)c1C#N
CHEMBL253186 HIV-1RT 1 Training |COclcec(OC)c(CCNC(=S)Nc2cec(Cl)en2)c1F
CHEMBL135380 HIV-1RT 1 Training |Clclcecc(NC(=S)NCCN2C(=0)c3cceec3C2=0)ncl

CHEMBLS57 HIV-1RT 1 Training |Cclcenc2N(C3CC3)cdnceccdC(=0)Ncl12
CHEMBL37024 HIV-1RT 1 Prediction |CCOclccc(F)c([C@H]2C[C@H]2NC(=0)Nc3ccc(Cl)en3)clF
CHEMBL37835 HIV-1RT 1 Training |CCOclcee(C)e([C@H]2C[C@H]2NC(=0)Nc3cec(Cl)en3)clF
CHEMBL541204 HIV-1RT 1 Training |CCOclcce(F)c(C2CC2NC(=0)Nc3cee(Cl)en3)clF
CHEMBL436376 HIV-1 RT 1 Training |CCOclcce(F)c(CC\N=C(/S)\Nc2ccc(Br)cn2)c1 CH#N
CHEMBL436177 HIV-1 RT 1 Prediction |CCOclcce(Cl)e(CC\N=C(/S)\Nc2ccc(Br)en2)clF
CHEMBL103706 HIV-1 RT 1 Training  |Fclee(F)c(CC\N=C(/S)\Nc2ccc(Cl)en2)e(F)cl
CHEMBL341201 HIV-1RT 1 Training |Clclecc(NC(=S)NCCN2C(=0)c3c(Cl)cce(Cl)e3C2=0)ncl
CHEMBL37762 HIV-1RT 1 Training |Fclcece(F)c1[C@H]2C[C@H]2NC(=0)Nc3cce(Cl)en3
CHEMBL38341 HIV-1RT 1 Prediction |COclccc(OC)c([C@H]2C[C@H]2NC(=0)Nc3cce(Cl)en3)clF

CC[C@@H]INC(=0)C([C@H](0)[C@H](C)C\C=C\C)N(C)C(=
O)[C@H](C(C)CN(CO)C(=0)[C@H](CC(CYCON(O)C(=0)[C@H](
CHEMBL408273 HIV-IRT | 1 Training  CC(C)C)N(C)C(=0)[C@@H](C)NC(=0)[C@H](C)NC(=0)[C@
H]J(CC(O)OIN(C)C(=0)[C@@H]INC(=O0)[C@H](CC(C)C)N(O)C
(=0)C(SCCN(CC)CC)N(C)C1=0)C(C)C

CHEMBL134278 HIV-1 RT 1 Training |CCC(=0)clccc(F)c(C2CC2NC(=0)Nc3ccc(Cl)en3)c10
CHEMBL133658 HIV-1 RT 1 Training |CCOclcec(Cl)c(C2CC2NC(=0)Nc3cee(en3)C#N)clF
CHEMBL382553 HIV-1RT 1 Prediction |Cclc(Cl)cecc1n2nnne2SCC(=0)Nc3cceec3[N+](=0)[O-]
CHEMBL435600 HIV-1 RT 1 Training |COclccc(F)c(CC\N=C(/S)\Nc2cce(cn2)C#N)c 1 C#N
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CHEMBL398766 HIV-1RT 1 Training |Cclccc(NC(=S)NCCc2c(F)cccc2F)ncl

CHEMBL207512 HIV-1 RT 1 Training |Cclce(C)e(c(C)cl)n2nnnc2SCC(=0)Nc3cec(cc3CIC(=0)N
CHEMBL334983 HIV-1 RT 1 Prediction |COclccc(F)c(F)c1CC\N=C(/S)\Nc2cce(Br)en2
CHEMBL207839 HIV-1RT 1 Training |Cclee(C)c(c(C)el)n2nnne2SCC(=0)Nc3ccccc3[N+](=0)[O-]
CHEMBL133195 HIV-1RT 1 Training |Brclecc(NC(=S)NCCn2nc3ccecc3n2)ncl

CHEMBL206522 HIV-1 RT 1 Training |[NS(=0)(=0)clccc(NC(=0)CSc2nnnn2c3cc(Cl)ccc3Cl)c(Cl)el
CHEMBL381134 HIV-1 RT 1 Prediction |Cclecc(c(Br)cl)n2nnnc2SCC(=0)Ne3ccccc3[N+](=0)[O-]
CHEMBL56135 HIV-1RT 1 Training |Cclce(Br)ce(c1)S(=0)(=0)c2cccc(N)c2CHN
CHEMBL287317 HIV-1RT 1 Training |COclcec(OC)c(CCNC(=0O)Nc2cec(Cl)en2)clF
CHEMBL133559 HIV-1 RT 1 Training |CC(=0)clccc(F)c(C2CC2NC(=0)Nc3ccc(Br)en3)cl10
CHEMBL134026 HIV-1 RT 1 Prediction |CCC(=O)clcce(F)c(C2CC2NC(=0)Nc3cee(Br)en3)c10
CHEMBL36424 HIV-1 RT 1 Training |CCOclcce(F)c(CCNC(=0)Nc2cee(Br)en2)cl1Cl
CHEMBL253169 HIV-1RT 1 Training |COCclcce(F)c(CCNC(=S)Nc2cce(Br)en2)clF
CHEMBL205152 HIV-1 RT 1 Training |Cclce(C)c(c(C)cl)n2nnnc2SCC(=0)Nc3cee(Cl)ce3[N+](=0)[O-]
CHEMBL379722 HIV-1 RT 1 Prediction |Cclec(C)e(c(C)el)n2nnnc2SCC(=0)Nc3cec(ce3CHS(=0)(=0)N
CHEMBL252964 HIV-1RT 1 Training |CCOclcce(F)c(CCNC(=S)Nc2cce(Br)en2)clF
CHEMBL207929 HIV-1RT 1 Training  |[O-][N+](=O)clcccccINC(=0)CSc2nnnn2c3cc(Cl)cec3Cl
CHEMBL38318 HIV-1RT 1 Training |CCOclcce(F)c([C@HJ2C[C@H]2NC(=0)Nc3cec(en3)C#N)c1Cl
CHEMBL206962 HIV-1RT 1 Prediction |[O-][N+](=O)clcccccINC(=0)CSc2nnnn2¢3¢(Cl)cecc3Cl
CHEMBL134630 HIV-1RT 1 Training |Fclccoc1CCAN=C(/S)\Nc2ccc(Cl)en2

CHEMBL340047 HIV-1 RT 1 Training |CCOclcce(F)c(C2CC2NC(=0)Nc3cce(en3)C#N)c1Cl
CHEMBL399976 HIV-1RT 1 Training |CCOclccee(F)c1CCNC(=S)Nc2cee(C)en2

CHEMBL377010 HIV-1RT 1 Prediction |Cclec(C)e(c(C)el)n2nnne2SCC(=0)Nc3ceccc3Cl
CHEMBL135254 HIV-1 RT 1 Training  |COclccc(F)c(CC\N=C(/S)\Nc2cce(Cl)en2)c 1 CH#N
CHEMBL236161 HIV-1RT 1 Training |CC(C1=C(C)C(=O)NC(=N1)SC2CCCC2)c3c(F)cccc3F
CHEMBL253822 HIV-1RT 1 Training |COclcec(OC)c(CCNC(=S)Nc2cee(Cl)en2)cl
CHEMBL399503 HIV-1 RT 1 Prediction |CCOclccc(OC)c(CCNC(=S)Nc2cee(Cl)en2)clF
CHEMBL207920 HIV-1 RT | Training g{\)lc(?)CCCNC(:O)c1ccc(NC(zO)CScZnnnn2c3c(C)cc(C)cc3C)c(
CHEMBL306904 HIV-1RT 1 Training |CCICN2C(=S)Nc3cec(Cl)c(CN1CC=C(C)C)c23
CHEMBLA402265 HIV-1RT 1 Training |CCOclcce(F)c(F)c1CCNC(=S)Nc2cec(Br)en2
CHEMBL429488 HIV-1RT 1 Prediction |CCOclcce(F)c(CCNC(=S)Nc2cee(cn2)C#N)clCl
CHEMBL135259 HIV-1RT 1 Training |CCOclcce(F)c(CC\N=C(/S)\N[n+]2ccc(Cl)cn2)c1Cl
CHEMBL400547 HIV-1RT 1 Training |CCclesc(NC(=S)NCCc2c(F)ccec2F)nl

CHEMBL207900 HIV-1RT 1 Training  |[O-][N+](=O)clcccccINC(=0)CSc2nnnn2c3ccccdeccee34
CHEMBL291983 HIV-1RT 1 Prediction |Cclcc(Cl)ce(c1)S(=0)(=0)c2cccc(N)c2CHN
CHEMBL131972 HIV-1RT 1 Training |CCOclcce(Cl)c(C2CC2NC(=0O)Nc3ce(Cl)enn3)clF
CHEMBL135105 HIV-1RT 1 Training |CC(=0)clcce(F)c(C2CC2NC(=0)Nc3cec(en3)C#N)c10
CHEMBL254007 HIV-1RT 1 Training |Fclceec(F)cICCNC(=S)Nc2nc(cs2)CH#N

CHEMBL398890 HIV-1RT 1 Prediction |COclccc(F)c(CCNC(=S)Nc2cec(Br)en2)clF
CHEMBL253369 HIV-1RT 1 Training |CCOclccee(F)c1CCNC(=S)Nc2cee(Br)en2

CHEMBL253170 HIV-1RT 1 Training |CCOclcce(F)c(CCNC(=S)Nc2cce(Cl)en2)clCl
CHEMBL252137 HIV-1 RT 1 Training |Fclccec(Cl)cl1CCNC(=S)Nc2nccs2
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CHEMBL129 HIV-1RT 1 Prediction
CHEMBL 132425 HIV-1 RT 1 Training
CHEMBL137111 HIV-1 RT 1 Training
CHEMBL299001 HIV-1 RT 1 Training
CHEMBL443063 HIV-1 RT 1 Prediction

CHEMBL37834 HIV-1 RT 1 Training
CHEMBL381513 HIV-1 RT 1 Training

CHEMBLS83412 HIV-1 RT 1 Training
CHEMBL252963 HIV-1 RT 1 Prediction

CHEMBL35729 HIV-1 RT 1 Training
CHEMBL253171 HIV-1 RT 1 Training

CHEMBL593 HIV-1RT 1 Training

CHEMBL135808 HIV-1 RT 1 Prediction
CHEMBL37025 HIV-1 RT 1 Training
CHEMBLA46745 HIV-1RT 1 Training
CHEMBLS84621 HIV-1 RT 1 Training

CHEMBL383088 HIV-1RT 1 Prediction

CHEMBL319224 HIV-1 RT 1 Training
CHEMBL78882 HIV-1 RT 1 Training

CHEMBL252136 HIV-1 RT 1 Training

CHEMBL381888 HIV-1RT 1 Prediction
CHEMBL55187 HIV-1 RT 1 Training

CHEMBL 142837 HIV-1 RT 1 Training

CHEMBL144744 HIV-1 RT 1 Training

CHEMBLA438146 HIV-1 RT 1 Prediction

CHEMBL250438 HIV-1 RT 1 Training

CHEMBL103386 HIV-1RT 1 Training

CHEMBL205764 HIV-1 RT 1 Training

CHEMBL366017 HIV-1 RT 1 Prediction
CHEMBLS1227 HIV-1 RT 1 Training
CHEMBL79526 HIV-1RT 1 Training

CHEMBL171919 HIV-1 RT 1 Training

CHEMBL309896 HIV-1RT 1 Training

CHEMBL207105 HIV-1 RT 1 Training

CHEMBL398891 HIV-1 RT 1 Prediction

CHEMBL131643 HIV-1 RT 1 Training

CHEMBL368116 HIV-1RT 1 Prediction

CHEMBL377820 HIV-1RT 1 Training

CHEMBL177271 HIV-1 RT 1 Training
CHEMBL99235 HIV-1 RT 1 Training

CHEMBL192231 HIV-1 RT 1 Prediction

CC1=CN([C@H]2C[C@H](N=[N+]=[N-
DIC@@H](CO)O2)C(=O)NC1=0

CCC(=0O)clccc(F)c(C2CC2NC(=0)Nc3cee(en3)C#N)c10
COclccc(F)c(CC\N=C(/S)\Nc2cce(Br)en2)c10C
Cclee(C)ee(c1)S(=0)(=0)c2cccc(N)c2CHN
CN(C)clcee(F)e(CCNC(=S)Nc2cee(Br)en2)c1F
CCOclcec(OC)e([C@H]2C[C@H]2NC(=0)Nc3cce(Br)en3)clF
Cclee(C)e(e(C)el)n2nnnc2SCC(=0O)Nc3cccec3Br
CCclce(NCc2cc(C)e(C)ec20C)c(O)nclC
CN(C)clcee(F)e(CCNC(=S)Nc2cee(Cl)en2)c1F
CCOclcec(OC)c(CCNC(=0O)Nc2cec(Cl)en2)c1F
CCOclcee(F)e(CCNC(=S)Nc2cee(I)en2)c1Cl

CC(C)NcleeencIN2CCN(CC2)C(=0)c3ccdec(NS(=0)(=0)C)cce
4[nH]3

CN(C)cleee(CC\N=C(/S)\Nc2cce(Br)en2)c(F)c1C#N
CCOclcee(F)e([Ca@H2C[C@H]2NC(=0)Nc3cec(Cl)en3)c1Cl
Fclcee(OCC(=0)Nc2ceccee2)c(c1)C(=0)c3ceccc3
CCclee(NCc2cc(C)e(C)nc20C)e(O)nclC
NS(=0)(=0)c1lccc(NC(=0)CSc2nnnn2c3cccc(Cl)e3Cl)e(Clel
Felcee(CH#N)c(F)c1 CC\N=C(/S)\Nc2cce(Cl)en2
Clc1cce2NC(=O)NC(C#Cc3occc3)(C4CC4)c2cl

Fclecee(F)c1 CCNC(=S)Nc2nccs2
CCICN(C2C[C@H](CO)C(C2)N=[N+]=[N-])C(=O)NC1=0
COclce(C)ee(e1)S(=0)(=0)c2cccc(N)c2CHN
CCNlc2ncecc2C(=0)Ne3ce(C)ec(Cl)ncl3
CCN1c2ne(ce(C)e2NC(=0)c3ccenc13)N(C)CCO
CCOclccee(F)c1CCNC(=S)Nc2nees2
COclccec(F)e1CCNC(=S)Nc2nccs2
CCN1c2ne(Clcee2N(C)C(=0)c3cc(CScéceccccd)encl3
[O-]1[N+](=O)clccccc INC(=0)CSc2nnnn2c3cc(F)cec3Cl

CCN1c2ne(Cl)cee2N(C)C(=0)c3cc(CCOc4ccee(ccdC)C(=0)0)enc
13

Clclcec2NC(=0)NC(C#Cc3ccecc3C#N)(C4CC4)c2cel
Clc1ccc2NC(=O)NC(C#Cc3nccs3)(C4CC4)c2cl
CCclce(SCc2oc3c(Cheec(Cle3n2)e(O)nclC
Clelcee2NC(=O)N[C@](C#Cc3cceen3)(C4CC4)c2cl
[O-][N+](=0)clcceec INC(=0)CSc2nnnn2¢3ccec(Cl)c3Cl
CCOclcee(F)e(CCNC(=S)Nc2cee(Br)en2)c1Cl
CCOclcee(Che(C2CC2NC(=0O)Nc3cee(Cl)en3)clF
CCclce(CCc2oc3ccec(F)e3n2)c(S)nclC
CN(C)CCCOclecec(NC(=0)CSc2nnnn2c3¢c(C)ec(C)ec3C)e(Clel
CCclce(CCc20c3c(F)cee(F)e3n2)c(O)nclC
CCclce(CCc20oc3c¢(Clcee(Cl)e3n2)e(O)nclC
CCN1c2neece2N(C)C(=0)c3cc(CCOc4eccScc(cecSc4)C(=0)O)en
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CHEMBL288971
CHEMBL191163
CHEMBL39999
CHEMBL189942

CHEMBL176362
CHEMBL336237
CHEMBL175162
CHEMBL317356
Aceclofenac
Acetaminophen
Acetazolamide
Acetophenazine

Amantadine
Ambenonium
Amineptine
Amiodarone
Anmitriptyline
Aprobarbital
Artane
Aspirin
Atenolol
Atropine

Baclofen

Beclomethasone

Benzonatate
Biperiden
Bromocriptine
Buclizine

Budesonide

Buprenorphine

Cafteine
Cantil
Carbachol
Carbamazepine
Carisoprodol
Carvedilol

HIV-1RT

HIV-1 RT

HIV-1RT

HIV-1RT

HIV-1RT
HIV-1 RT
HIV-1RT
HIV-1RT
HIV-1RT
HIV-1RT
HIV-1 RT
HIV-1 RT
HIV-1RT

HIV-1RT

HIV-1RT
HIV-1 RT
HIV-1RT
HIV-1RT
HIV-1 RT
HIV-1RT
HIV-1RT
HIV-1 RT
HIV-1RT

HIV-1RT

HIV-1 RT

HIV-1RT

HIV-1 RT

HIV-1 RT

HIV-1RT

HIV-1 RT

HIV-1RT
HIV-1RT
HIV-1 RT
HIV-1RT
HIV-1RT
HIV-1RT

Training

Training

Training
Prediction

Training
Training
Training
Prediction
Training
Training
Training
Prediction

Training
Training

Training
Prediction
Training
Training
Training
Prediction
Training
Training

Training

Prediction

Training

Training

Training
Prediction

Training

Training

Training
Prediction
Training
Training
Training

Prediction

cl3
Cleleee(OCC(=0O)N2CCc3cccec3C2)c(c1)C(=0)cdcccecd

CCN1c2nee(CCOc3cec(ce3C)C(=0)0)cc2C(=0O)N(C)cdcec(OC)n
cl4

Brelccc(NC(=S)NCCc2cccen2)ncl

CCN1ce2ne(F)ece2N(C)C(=0)c3cc(CCOc4cec(cc4C)C(=0)O)encl
3

CCclce(CCc2oc3ccecc(F)e3n2)c(O)nclC
CCcle(C)nc(0O)c(N)el1Sc2ee(C)ec(C)c2
CCclce(CCc20c3c(F)cec(F)e3n2)e(S)nclC
Brclecc(NC(=S)NCCc2ccccc2)ncl
Clc2ccee(Cl)e2Nceleeecc1CC(=0)OCC(=0)0
Oclcee(NC(C)=0O)ccl

O=S(N)(=0)c1nnc(NC(C)=0)s1
CC(=0)c2cc3N(CCCNICCN(CCO)CCl)cdeceecdSc3cec2
NC13CC2CC(CC(C1)C2)C3

Clc2ceccc2C[N+](CC)(CCY)CCNC(=0)C(=O)NCC[N+](Cclcceee
1CH(CC)CC

0O=C(O)CCCCCCNC2c3ccccc3CCceleccecl2
CCN(CC)CCOclc(I)ec(ce1)C(=0)c2c3cccec3oc2CCCC
CN(C)CC\C=C1\c3cceee3CCe2cceccl2
O=CINC(=O)NC(=0)C1(CC=C)C(C)C
OC(CCNICCCCCT)(c2cceec2)C3CCCCC3
0O=C(C)Oclcceccl C(=0)0O
CC(C)NCC(0)COclcee(ecl)CC(N)=0
CN3CICCC3C[C@@H](C1)OC(=0)C(CO)c2cccee2
Clclcee(cel)C(CN)CC(=0)0
OCC(=0)[C@@]4(0)[Ca@@H](C)CC3C2CCCI=CC(=0)C=C[C
@N(O[C@@2(CHC@@H](0)C[C@@]34C

O=C(OCCOCCOCCOCCOCCOCCOCCOCCOCCOC)clecc(NC
CCC)ccl

OC(CCN1CCCCC1)(c2ccecc2)CACCIC=CCAC3

Bre3nc2ecce 1 C4=C[C@H](CN(C)C4Ce3c12)C(=0)N[C@@]7(O
[C@]6(0)N([C@@H](CC(C)C)C(=0)N5CCCC56)CT=0)C(C)C

CC(C)(C)cleee(ccl)CN2CCN(CC2)C(c3ccee(Cl)ce3)cdcceccd
OCC(=0)[C@@]530C(O[C@@H]5CC2C1CCC4=CC(=0)C=C][
C@J4(C)Cl[C@@H](0)C[C@@]23C)CCC

CC(C)(C)C(C)(O)[C@H]1C[C@]75CCIC@]1(OC)[C@@H]20c4
¢(0)ecc3C[C@H]7IN@](CC[C@]25¢34)CC6CC6

0O=C2c1n(C)encIN(C)C(=0)N2C
O=C(OCICCC[N+](C)(C)C1)C(O)(c2cceec2)c3cccec3
C[N+](C)(C)CCOC(=O)N
NC(=0)N2c3cceee3C=Cclcceccl2
O=C(NC(C)C)OCC(C)(COC(=O)N)CCC
COc4cceccc4dOCCNCC(0)COc2ccec3nclecceclc23
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Cefoperazone HIV-1RT -1 Training
Chloral hydrate HIV-1RT -1 Training
Chlordiazepoxide HIV-1RT -1 Training
Chlorpropamide HIV-1RT -1 Prediction
Chlorthalidone HIV-1RT -1 Training
Clidinium HIV-1RT -1 Training
Clobazam HIV-1 RT -1 Training
Clofazimine HIV-1 RT -1 Prediction
Clomipramine HIV-1RT -1 Training
Clonidine HIV-1 RT -1 Training
Codeine HIV-1RT -1 Training
Colchicine HIV-1RT -1 Prediction
Cyclizine HIV-1RT -1 Training
Cyclosporin HIV-1RT -1 Training
Dextropropoxyphene HIV-1 RT -1 Training
Diazepam HIV-1 RT -1 Prediction
Diflucortolone HIV-1 RT -1 Training
Dimercaprol HIV-1 RT -1 Training
Diphenhydramine HIV-1RT -1 Training
Diphenidol HIV-1 RT -1 Prediction
Dobutamine HIV-1 RT -1 Training
Dofetilide HIV-1 RT -1 Training
Domperidone HIV-1RT -1 Training
Dopamine HIV-1 RT -1 Prediction
Doxazosin HIV-1RT -1 Training
Doxepin HIV-1 RT -1 Training
Dronabinol HIV-1RT -1 Training
Droxicam HIV-1RT -1 Prediction
Entacapone HIV-1 RT -1 Training
Epinephrine HIV-1 RT -1 Training
Eprosartan HIV-1RT -1 Training
Ergotamine HIV-1RT -1 Prediction
Ethosuximide HIV-1RT -1 Training
Fentanyl HIV-1 RT -1 Training
Fexofenadine HIV-1 RT -1 Training

0=C1C(=0)N(CC)CCN1C(=0)N[C@H](c2ccc(0)ce2)C(=0)N[C
@@H]5C(=0)N4C5SCC(CSc3nnnn3C)=C4C(=0)0

CIC(CI)(CDHC(O)O
Cleleec2N=C(C[N+]([O-])=C(c2c1)c3ccecee3)NC
O=S(=0)(NC(=O)NCCC)clcce(Cl)ccl
NS(=0)(=O)clcc(ccc I CH)C3(O)NC(=O)c2cceec23
OC(clcceeel)(c2eceec2)C(=0)OC4C[N+]3(C)CCC4CC3
Clclcee2e(c1)N(C(=0)CC(=0)N2C)c3cceec3

Cleclcec(cc1)NC3=CC4=Nc2cccce2N(C4=C\C3=N\C(C)C)c5cee(
Cl)ec5

CN(C)CCCN2c3cceee3CCcelece(Clyecl2
Clc2ccec(Ce2\N=C1/NCCNI1

COclcec2C[C@H]SIN@@](C)CC[C@@]43C5C=C[C@H](0)[C
@@H]40c1c23

CC(=0)N[C@H]2CCc3cc(OC)c(0OC)e(OC)c3C1=CC=C(OC)C(=
0)C=C12

CNI1CCN(CC1)C(c2ceccec2)c3ccceec3

CC(C\C=C\C)C(0)C1C(=0)NC(CC)C(=0)N(C)CC(=0)N(C)C(C
C(C)C)C(=0)NC(C(=0)N(C)C(CC(C)C)C(=0)NC(C)C(=0)NC(
C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(C(
C)C)C(=0)N1C)C(C)C

CN(C)CC(C)C(OC(=0)CC)(Cclecececl)c2cccec2
Clecleec2e(c1)C(=NCC(=0O)N2C)c3cececc3
OCC(=0)[C@HJ4[C@H](C)CC3C2C[C@H](F)C1=CC(=0)C=C[
C@I(O)[C@@]2(F)[C@@H](O)C[C@@]34C

OCC(S)CS

CN(C)CCOC(clcceeel)c2eccee2
OC(CCCNI1CCCCCI)(c2cceec2)c3cceec3
Oc2ccc(CCNC(C)CCcleee(O)ecl)cc20
CS(=0)(=0)Nclcce(ccl)CCN(C)CCOc2cce(cc2)NS(C)(=0)=0
ClcdccSNC(=0)N(C3CCN(CCCN1c2cecce2NC1=0)CC3)c5cc4
Oclcec(CCN)eelO
COclcc2ne(ne(N)c2cc1OC)N3CCN(CC3)C(=0)C4COc5cccec5SO
4

CN(C)CC\C=C1/c3cccec30Cc2cccccl2
CCCCCc3cc20C(C)(C)C1CCC(C)y=CC1c2c(0)c3
O=C(N2C3=NC=CC=C3)C(N1C)=C(0OC2=0)C(C=CC=C4)=C4S
1(=0)=0
Oclec(\C=C(/C#N)C(=O)N(CC)CC)cc([N+]([O-])=0)c10
Oclcec(eclO)[C@@H](O)CNC
OC(=0)C(/Cclceces])=C/c3enc(CCCC)N3Cc2ccc(cc2)C(=0)0

CN2C[C@@H](C=C1c3ceccdnec(CC12)c34)C(=0)N[C@]8(C)O
[C@]7(0O)N([C@@H](CcScecees)C(=0)N6CCCC67)C8=0

CCI(CCO)CC(=0O)NC1=0
CCC(=O)N(C2CCN(CCclcceecel)CC2)c3cecccec3

O=C(0)C(C)(C)clcee(cel)C(O)CCCN2CCC(CC2)C(0)(c3cecee3
)cdcccecd
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Flecainide

Flunarizine
Flunisolide

Fluoxetine
Fluvoxamine

Gabapentin
Gestodene

Glutethimide
Glycopyrrolate
Guanadrel
Halofantrine
Haloperidol
Halothane

Hydromorphone

Hydroxyzine
Indapamide
Indomethacin
Isoetharine
Isoproterenol
Isosorbide
Ketamine
Labetalol

Lacidipine

Lamotrigine

Leuprorelin

Levodopa

Lidocaine

Loratadine
Maprotiline

Meclizine

Medroxyprogesterone

Melfalan
Meprobamate
Methamphetamine
Methantheline
Methocarbamol

Methoxyflurane

HIV-1RT
HIV-1RT

HIV-1 RT

HIV-1RT
HIV-1RT
HIV-1 RT

HIV-1RT

HIV-1RT
HIV-1 RT
HIV-1 RT
HIV-1RT
HIV-1RT
HIV-1RT

HIV-1 RT

HIV-1RT
HIV-1RT
HIV-1 RT
HIV-1 RT
HIV-1RT
HIV-1 RT
HIV-1RT
HIV-1RT

HIV-1 RT

HIV-1RT

HIV-1RT

HIV-1 RT
HIV-1RT
HIV-1 RT
HIV-1RT
HIV-1RT

HIV-1 RT

HIV-1RT
HIV-1RT
HIV-1 RT
HIV-1RT
HIV-1RT
HIV-1 RT

Prediction

Training
Training

Training
Prediction

Training
Training

Training
Prediction
Training
Training
Training

Prediction
Training

Training
Training
Prediction
Training
Training
Training
Prediction

Training
Training

Training

Prediction

Training

Training

Training
Prediction

Training
Training

Training
Prediction
Training
Training
Training

Prediction

FC(F)(F)COc2cc(C(=0)NCCICCCCN1)c(OCC(F)(F)F)cc2
Feclcee(cel)C(c2eec(F)ec2)N3CCN(CC3)C/C=C/c4cceccd

0CC(=0)[C@@]540C(C)(C)O[C@@H]5CC3C2C[C@H](F)Cl=
CC(=0)C=C[C@]1(C)C2[C@@H](0)C[C@@]34C

FC(F)(F)c2cec(OC(CCNC)clccceel)ec2
FC(F)(F)clcee(ce1)COACCCCOC)=N\OCCN
NCCI1(CC(=0)O)CCCCC1

0=C2CCC3CACCIC@@]1(CC)C(C=C[C@@]1(O)C#C)CACCC3
-C2

CCCI1(CCC(=0O)NC1=0)c2ccccc2
C[N+]3(C)CCC(OC(=0)C(O)(clecececc1)C2CCCC2)C3
N=C(N)NCC2COCI1(CCCCC1)02
CCCCN(CCCC)CCC(O)c2ccle(Clyce(Clyecle3ec(ceec23)C(F)(F)F
Fclcee(cel)C(=0)CCCN2CCC(O)(CC2)c3cec(Clyec3
BrC(C1)C(F)(F)F

0=C1CCC3[C@H]2Cc5cec(0)c40[C@@H] 1 [C@]3(CCIN@@]2
C)cds

Clelcec(cel)C(c2ecccc2)N3ICCN(CC3)CCOCCO
NS(=0)(=0)clce(cec1CI)C(=0)NN2c3cceec3CC2C
Cleleec(cel)C(=0)n3c2ccc(cc2e(CC(=0)0)c3C)0C
Oclcec(eclO)C(O)C(CC)NC(O)C
Oclcee(cc10)C(O)CNC(C)C
[O-][N+](=0)O[C@H]2COC1C20CCI1O[N+]([O-])=O
CNC1(CCCCC1=0)c2cccec2Cl
O=C(N)clcc(cecc1O)C(O)CNC(C)CCc2ccccc2

CC(N2)=C(C(OCC)=0)C(C(C(OCC)=0)=C2C)C(C=CC=C1)=Cl
/C=C/C(OC(C)(C)C)=0

Clclccce(c1Cl)e2nne(N)nc2N

O=C(NCO)[C@@H]6CCCN6C(=0)C(N)CCCNC(=N)NC(=0)C(
CC(C)C)NC(=0)[C@@H](CC(C)C)NC(=0)C(Cclcce(O)ccl)NC
(=O)C(CO)NC(=0)C(Cc3cnc2cccec23)NC(=0)C(Cedenend)NC(
=0)C5CCC(=0O)NS5

Oclecc(C[C@H](N)C(=0)O)cclO
O=C(Nclc(C)cececlC)CN(CO)CC

Clc3cc4CCcelecenc1 C(=C2/CCN(CC2)C(=0)OCC)\c4cc3
CNCCCC24CCC(clcecccl2)c3eccec34
Cclceee(c1)CN2CCN(CC2)C(e3cec(Cl)ee3)cdcccecd

CC(=0)[C@@]2(0)CCC1C3C[C@H](C)C4=CC(=0)CC[C@]4(
C)C3CC[C@@]12C

O=C(O)[C@@H](N)Cclcce(ccl)N(CCCI)CCCI
O=C(N)OCC(C)(COC(=0O)N)CCC
C[C@H](NC)Cclcccceel
CCIN+](C)(CC)CCOC(=0)C1c3cceee30c2ecccecl2
NC(=0)OCC(0O)COclcceceec1OC
CIC(CI)C(F)(F)OC
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Methscopolamine
Methylphenidate

Methysergide

Metoclopramide
Midodrine
Mirtazapine
Modafinil

Montelukast
Moricizine

Morphine

Nalmefene
Neostigmine

Nifedipine

Oxycodone

Paroxetine
Pecazine
Pergolide

Phenylbutazone

Phenytoin

Pilocarpine
Pimozide

Pramipexole
Probenecid
Procyclidine
Propantheline
Pseudoephedrine
Pyrantel
Quinidine

Ranitidine

Rifampin

Risperidone

Ropinirole

Salmeterol

Selegiline
Sulfinpyrazone

Tegafur

HIV-1 RT
HIV-1RT

HIV-1 RT

HIV-1RT
HIV-1RT
HIV-1 RT
HIV-1RT

HIV-1RT

HIV-1RT

HIV-1RT

HIV-1 RT

HIV-1RT

HIV-1RT

HIV-1 RT

HIV-1RT
HIV-1 RT
HIV-1RT
HIV-1RT
HIV-1 RT
HIV-1 RT
HIV-1RT
HIV-1 RT
HIV-1RT
HIV-1RT
HIV-1 RT
HIV-1RT
HIV-1RT
HIV-1 RT
HIV-1RT

HIV-1RT

HIV-1RT

HIV-1RT
HIV-1 RT
HIV-1RT
HIV-1RT
HIV-1 RT

-1
-1

-1

Training

Training
Training

Prediction
Training
Training

Training
Prediction
Training

Training

Training
Prediction

Training

Training

Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction

Training

Training

Training

Prediction
Training
Training
Training

Prediction

OC[C@H](clcecce1)C(=0)0OC2CCICA40CAC(C2)[N+]3(C)C
0=C(OC)C(C1CCCCNI1)c2cceec?

CC[C@@H](CONC(=0)[C@@H]4C=C1C(Cc2cn(C)e3ccec]c23
YN(C)C4

Nclee(OC)ce(celCl)C(=O)NCCN(CC)CC
COclcee(cc1C(O)CNC(=0)CN)OC
CN1CC2N(CCl)cdncecc4Ce3eceec23
O=S(CC(N)=0)C(clcccccl)c2eceec2

CC(C)(O)c5cccee5SCC[C@@H](SCCI(CC(=0)0)CCl)c2ccec(c2)
/C=C/c3cccdecc(Cl)ccdn3

O=C(OCC)Nclcc2N(c3cceec3Sc2ecl)C(=0)CCN4CCOCC4

Oclecc2C[C@HAN(C)CCIC@@]35[C@@H](Oc1c23)[C@Q@H]
(0)C=C[C@@H]45

C=C1CC[C@@]6(0)[C@H]3Cc5ccc(0)c40[C@@H] 1 [C@]6(C
CIN@@]3CC2CC2)cd5

O=C(Oclccce(c1)[N+](C)C)C)N(C)C

CC(N2)=C(C(OC)=0)C(C(C(OC)=0)=C2C)C1=CC=CC=C1[N+]
([0-])=0

0=C1CC[C@@]5(0)[C@H]2CcAccc(OC)c30[C@@H] 1 [C@]5(
CCIN@@]2C)c34

Fcleee(eel)[C@@H]4CCNC[C@H]4COc2ccc30CO0c3c2
CNI1CCCC(C1)CN2c4cccee4Sc3cceec23
CSC[C@@H]4CC1C(Cc2enc3cccele23)N(C4)CCC
0O=C3C(CCCOC)C(=0)N(clcecec1)N3c2ceceec2
O=CINC(=0O)C(N1)(c2ccccc2)c3eccec3
Cn2cncc2C[C@H]1COC(=0)[C@H]1CC
Fclcee(ce1)C(CCCN2CCC(CC2)N3cdecccc4NC3=0)c5ccec(F)ees
CCCN[C@@H]1Cc2sc¢(N)nc2CCl1
O=S(=0)(N(CCC)CCC)clcce(cecl)C(=0)O
OC(CCNICCCC1)(c2cceec2)C3CCCCC3
CC(C)[N+](C)(CCOC(=0)C1c3cccee30c2ccccec12)C(C)C
OC(C(C)NC)cleccecl

CN2CCCN=C2/C=C/clccesl
COclcc2ce(ccl)neec2[C@H](0)C4CC3CCN4CC3C=C
[O-][N+](=O)\C=C(/NC)NCCSCclccc(CN(C)C)ol
CN1CCN(CC1)/N=C/c3c2NC(=0)C(C)=CC=C[C@H](C)[C@H](

0)[C@@H](C)[C@@H](0)[C@@H](O)[C@H](0C(C)=0)[C@
H](C)[C@@H](OC)C=CO[C@@]5(C)Oc4c(C)c(0)c(c20)c(c30)
c4C5=0

FC3=CC1=C(C=C3)C(C2CCN(CCC4=C(C)N=C5N(CCCC5)C4=
0)CC2)=NO1

CCCN(CCC)CCclecce2NC(=0)Ccel2
OCclce(cec10)C(O)CNCCCCCCOCCCCe2cecceec2
C#CCN(O)[C@H](C)Cclccececl
0=C4C(CCS(=O)clcccec])C(=0)N(c2cccec2)N4c3cccec3
FCI1=CN(C(=0O)NC1=0)C2CCCO02
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Terpin HIV-1 RT -1 Training |C[C@@]1(O)CC[C@@H](CC1)C(C)(C)O
Tolcapone HIV-1 RT -1 Training |Oclec(ce([N+]([O-])=0)c10)C(=0)c2ccc(C)cc2
Tranylcypromine HIV-1 RT -1 Training |N[C@@H]2C[C@H]2c1cccccel
Trazodone HIV-1RT -1 Prediction |Clclceec(cl)N2CCN(CC2)CCCN3N=C4C=CC=CN4C3=0

0CC(=0)[C@@]3(0)[C@H](0)C[C@H]2[C@@H]4CCC1=CC(
=0)C=C[C@]1(O)[C@@]4F)C(O)C[C@@]23C
Valproic acid HIV-1RT | -1 Training | CCCC(CCC)C(=0)0

0=C(0)[C@@H]%10NC(=0)[C@H]2NC(=O)[C@H](NC(=0O)[C
@@H]6NC(=0)[C@H](CC(N)=O)NC(=O)[C@H](NC(=0)[C@
Vancomycin HIV-1RT -1 Training |@H](CC(C)C)NC)[C@H](O)c7cec(OcSccoec(Oclecc(ecclCl)[C@
H]20)c50C40C(CO)C(0)C(0)CA4O0C3CC(C)N)C(O)C(CYO3)c(
CI)c7)c8ccc(0)c(c8)c9c(O)cc(0)ccH%10

Triamcinolone HIV-1 RT -1 Training

Venlafaxine HIV-1RT -1 Prediction |OC1(CCCCC1)C(CN(C)C)c2cce(OC)cc2
Verapamil HIV-1 RT -1 Training |COclce(ccel OC)C(CH#N)(CCCN(C)CCc2cce(OC)c(0C)c2)C(C)C
Wytensin HIV-1 RT -1 Training |Clclceee(Cl)cl/C=N/NC(=N)N
X ) . Cclceccc1S(=0)(=0)NC(=0)c5cce(Ce3en(C)e2ece(cc23)NC(=0)
Zafirlukast HIV-1 RT 1 Training 0C4CCCCA)(OC)CS
Zileuton HIV-1RT -1 Prediction |[NC(=O)N(O)C(C)clec2cccec2sl
Zonisamide HIV-1 RT -1 Training |NS(=0)(=0)Cc2noclcccecl2
CHEMBL414850 HIV-IN 1 Training  |Oclc(nc(N2CCCCS2(=0)=0)c3ccencl3)C(=0)NCc4cee(F)ccd
CHEMBL196391 HIV-IN 1 Prediction |COclccc2e(cl)c(cn2Cce3ccc(F)cc3)\C(=C\C(=0)C(=0)O)\O
CHEMBL212412 HIV-IN 1 Training |COclc2¢(C(=0)N(Cc3cce(F)cc3)C24CC4)c(O)cSnececls
CHEMBL210234 HIV-IN 1 Training CN(C(=0O)C(=0)N1CCCCCl)c2nc(C(=0O)NCc3ccc(F)cc3)c(O)c4
ncccc24
CHEMBL212213 HIV-IN 1 Training |COc1c2CN(Cc3ccc(F)ce3)C(=0)c2¢(O)cdncc(F)ccl4
CHEMBL204656 HIV-IN 1 Prediction COc1cc2N(C=C(C(=0)0)C(=0)c2cc1Cc3ccec(Cle3F)[C@H](C
0)C(O)C
CHEMBL206604 HIV-IN 1 Training I(JJ)CCIE(C? [2C@@H] (CO)N1C=C(C(=0)0)C(=0)c2cc(Cc3ccec(Cl)e3
CHEMBL203443 HIV-IN 1 Training |COclcc2N(CCO)C=C(C(=0)O)C(=0)c2cc1Cc3cccc(Cl)c3F
CHEMBL371007 HIV-IN 1 Training  |Oclc(nc(C2CC(=O)NC(=0)N2)c3ccencl3)C(=0O)NCcécec(F)ccd
CHEMBI379658 HIV-IN | Prediction nglCCN(C(:O)C1:O)c2nc(C(:O)NCc3ccc(F)cc3)c(O)c4ncccc
CHEMBL193759 HIV-IN 1 Training |OC(=0)C(=0O)\C=C(/O)\clcccc(Cc2eccec2)cl
CHEMBL32865 HIV-IN 1 Training )(1(; Ic(nec2eeenc12)C(=0)c3cc(CN4CCCS4(=0)=0)cc(Cc5cceees
CHEMBLA425924 HIV-IN 1 Training SN 1C(CC(=O)NC1=0)c2nc(C(=O)NCc3ccc(F)ce3)c(O)cdncccc2
CHEMBL382965 HIV-IN 1 Prediction SN 1C(=0)CC(NC1=0)c2nc(C(=O)NCc3ccc(F)ce3)c(O)cdncecc2
CHEMBL378029 HIV-IN 1 Training |CNC(=0)C(=O)N(C)clnc(C(=O)NCc2ccc(F)cc2)c(O)c3nececl3
i - OC(=0)C(=0)\C=C(/O)\C1=CN(Cc2ccc(F)cc2)c3cce(cc3C1=0)\
CHEMBL377501 HIV-IN 1 Training C(=C\C(=0)C(=0)0)\0
CHEMBL210233 HIV-IN 1 Training |CN(C(=0)C(=O)N)c1nc(C(=0)NCc2ccc(F)cc2)c(O)c3nececl3
CHEMBL368084 HIV-IN 1 Prediction |O\C(=C/C(=O)clInc[nH]n1)\c2oc(Cc3cec(F)cce3)cc2
CHEMBL379664 HIV-IN 1 Training |OCCNI1C=C(C(=0)0O)C(=0)c2cc(Cc3cccc(Cl)c3F)cccl2
CHEMBL377759 HIV-IN 1 Training |CN(C(=0)C)clnc(C(=0)NCc2ccc(F)cc2)c(O)c3nceeel3
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CHEMBL209872 HIV-IN 1 Training |CC(=O)N1CCN(CC1)c2nc(C(=0O)NCc3ccc(F)ce3)c(O)cdnccec24
CHEMBI212982 HIV-IN 1 Prediction SN(C)S(=O)(=O)OC 1c2CN(Cc3ccec(F)ee3)C(=0)c2c¢(O)cdncencl
CHEMBL199145 HIV-IN 1 Training |Oclc(ncc2ecenc12)C(=0)NCc3ccc(F)ce3
CHEMBL 198160 HIV-IN | Training S(};I‘l‘C(CC(:O)N(C)C 1=0)c2nc(C(=0)NCc3ccc(F)ec3)c(O)cdncec
CHEMBL212000 HIV-IN 1 Training |COc1c2C(O)N(Cc3ccc(F)ce3)C(=0)c2¢(O)cdnccecl4
CHEMBL36070 HIV-IN 1 Prediction |Oclc(ncc2ccencl12)C(=0)c3ccee(Cedeccecd)c3
CHEMBL380588 HIV-IN 1 Training |NC(=0)C(=0)Nc1nc(C(=O)NCc2ccc(F)cc2)c(O)c3nceccl3
CHEMBL209307 HIV-IN | Training SCI;ISSFO)C(:O)NICCCC 1)c2nc(C(=0)NCc3ccc(F)ee3)c(O)cdne
CHEMBLA441683 HIV-IN 1 Training |CN1CCN(CC1)c2nc(C(=O)NCc3cce(F)cc3)c(O)cdnccec24
CHEMBLA26686 HIV-IN | Prediction %\I(C)C(:O)C(:O)N(C)c1nc(C(:O)NCCZCCC(F)cc2)c(O)c3ncccc
CHEMBL270717 HIV-IN 1 Training |OC(=0)C1=CNc2ccc(Cc3ccec(Cl)ec3F)cc2C1=0
CHEMBL209440 HIV-IN 1 Training |COc1c2CN(Cc3ccc(F)ce3)C(=0)c2¢(O)cdnccccl4
CHEMBLA421353 HIV-IN 1 Training |OC(=0)C(=0)\C=C(/O)\clccen1Cc2ccec(F)cc2
CHEMBL142072 HIV-IN 1 Training |Oclc(ccc2ecencl12)C(=0)c3ce(Cedeccecd)cen3
CHEMBL208776 HIV-IN 1 Training |CN(C)C(=0O)CN(C)clnc(C(=0)NCc2ccc(F)cc2)c(O)c3nceecl3
CHEMBL320261 HIV-IN 1 Prediction |OC(=0)C(=0)\C=C(/O)\clcc(OCc2ccccc2)cc(OCc3cceee3)cl
CHEMBL384912 HIV-IN 1 Training |COCIN(Cc2ccc(F)cc2)C(=0)c3c(O)cdnccecdc(OC)c13
CC1C=C(NC(=0)C2=CC(=CC2C)NC(=0)C3=CC(=CC3C)N(C)
- C(=0)cdccee(ccd)C(=0)N(C)C5=CC(C)C(=CS5)C(=0)NC6=CC(C)
CHEMBLA409132 HIV-IN b Training 060 0(—0)NCT=CC(C)C(=CT)C(=0)NCCCN(C)C)C=C1C(=0
JNCCCN(C)C
CHEMBL365604 HIV-IN 1 Training |CCOC(=0)C(=0)\C=C(/O)\clen(Cc2ccc(F)cc2)c3cee(Cl)ecl3
. OC(=0)[C@@H](OC(=O)\C=C\clcce(0)c(0)c)[C@H](OC(=0)
CHEMBL29660 HIV-IN 1 Prediction \C=C\c2ecc(0)e(0)e2)C(=0)0
CHEMBL209958 HIV-IN 1 Training |Oclc2C(=0O)N(Cc3ccc(F)ce3)C(=0)c2¢(O)cdnccecl4
CHEMBL377267 HIV-IN 1 Training |COc1c2C(C)N(Ce3cee(F)ee3)C(=0)c2c(O)cdnecccl4
CC1C=C(NC(=0)C2=CC(=CC2C)NC(=0)C3=CC(=CC3C)NC(=
- O)cédcec(ccd)C(=0)NC5=CC(C)C(=C5)C(=0)NC6=CC(C)C(=C6)
CHEMBL216058 HIV-IN b Training - 6)N07-CC(C)C(=CT)C(=0)NCCC(=N)N)C=C1C(=0)NCCC
(=EN)N
CHEMBL386055 HIV-IN 1 Prediction |COclenc2¢(0)c3C(=0)N(Ccdecc(F)ecd)Ce3ce(OC)c2cl
CC1C=C(NC(=0)C2=CC(=CC2C)NC(=0)C3=CC(=CC3C)NC(=
- O)cédcec(ned)C(=0)NC5=CC(C)C(=C5)C(=0)NC6=CC(C)C(=C6
CHEMBLA03498 HIV-IN b Training 6 5)NC7=CC(C)C(=CT)C(=0)NCCC(=N)N)C=C 1 C(=0)NCC
C(=N)N
CHEMBL143614 HIV-IN 1 Training |OC(=0)C(=0)CC(=0)clecsc(Cc2cecee2)cl
CHEMBL 194833 HIV-IN 1 Training |COclcec(Cc2cccece2)ec I\C(=C\C(=0)C(=0)O)\O
CHEMBL343646 HIV-IN 1 Prediction |CC(C)Oclcee(Cc2cecce2)ccl C(=0)CC(=0)C(=0)0
CHEMBL147147 HIV-IN 1 Training |OC(=0)C(=0)CC(=0)clccec(Cc2ccc(F)ee2)cl
CHEMBL357909 HIV-IN 1 Training |OC(=0)C(=0)CC(=0)clccce(Cc2ccecc2Cl)el
CHEMBL19464 HIV-IN 1 Training |OC(=0)C(=0)CC(=0)clccce(Cc2eccec2)cl
CHEMBL145705 HIV-IN 1 Prediction |COclccc(Ce2cceec2)ccl C(=0)CC(=0)C(=0)0
CHEMBL148241 HIV-IN 1 Training |CCOclcce(Ce2cccec2)ccl C(=0)CC(=0)C(=0)0
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CHEMBL145280
CHEMBL145335

CHEMBL63592

CHEMBL147317
CHEMBL371471
CHEMBL197584
CHEMBL213852
CHEMBL20342
CHEMBL146777
CHEMBL379132
CHEMBLS50605
CHEMBL198000
CHEMBL144727

CHEMBL214371

CHEMBL1159993

CHEMBL 144613
CHEMBL213467
CHEMBL37869

CHEMBL209641

CHEMBL278545

CHEMBL1159989

CHEMBL32711

CHEMBL108253
CHEMBL18927

CHEMBL379974
CHEMBL1159988

CHEMBL20592

CHEMBL35842
CHEMBL145946
CHEMBL144118
CHEMBL358506

Aceclofenac

Acetaminophen

Acetazolamide

Acetophenazine

HIV-IN
HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN

HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN

HIV-IN

HIV-IN

HIV-IN

HIV-IN

HIV-IN
HIV-IN

HIV-IN

HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN

| et | |t | | o | e | | | [

—_—

Training

Training
Prediction

Training
Training
Training
Prediction
Training
Training
Training
Prediction
Prediction

Training

Training

Training

Prediction
Training

Training

Training
Prediction

Training

Training

Training

Prediction

Training

Training

Training

Prediction
Prediction
Training
Training
Training
Prediction
Training

Training

OC(=0)C(=0)CC(=0)clccee(Ce2eccec2F)cl
OC(=0)C(=0)CC(=0)clccee(Ce2ecec(Cl)e2)cl

OC(=0)C(0C(=0)\C=C\clccc(0)e(0)e1)C(OC(=0NC=C\c2ecc(
0)c(0)c2)C(=0)0

COclce(Cc2ccece2)ec(c1)C(=0)CC(=0)C(=0)0
COclec(Cc2eccee)ec(c1)\C(=C\C(=0)C(=0)0)\O
COclccc(celCc2eccec2)\C(=C\C(=0)C(=0)O)\O
COc1c2C(=C)N(Cc3ccc(F)cc3)C(=0)c2¢(O)cdnccecl4
OC(=0)C(=0)CC(=0)c1ccc(CN=[N+]=[N-])c(CN=[N+]=[N-])cl
COclcec(celCc2cceec2)C(=0)CC(=0)C(=0)0
CN(CCN(C)clnc(C(=0O)NCc2ccc(F)ce2)c(O)c3nceec13)C(=0)C
OC(=0)C(=0)CC(=0O)clccenl1Cc2ccc(F)cc2
OC(=0)C(=0)\C=C(/O)\clccec(Cc2cccc(F)c2)cl
OC(=0)C(=0)CC(=0)clccce(Cc2cccc(F)c2)cl
CN(C)S(=0)(=0)Oc1c2CN(Cc3ccc(F)ee3)C(=0)c2c¢(O)cdnceccl
4

OC(=0)C(=0)\C=C(\O)/clccc(CN=[N+]=[N-])c(CN=[N-+]=[N-
Del

CC(=0O)Nclce(ce2ec(cc(0)c12)S(=0)(=0)0)S(=0)(=0)0O
COc1c2C(SCCC(=0)O)N(Cc3ccc(F)ce3)C(=0)c2¢(O)cdnccecl4
OC(=0)clcec2eecc(\C=C\c3cc(0)c(O)c(O)c3)nc2c1O

COC(=O)CCSCIN(Cc2cce(F)cc2)C(=0)c3c(O)cdnceccdc(OC)cl
3

OC(=0)C(=0)CC(=0)c1ccc2C(CCC(N=[N+]=[N-
1e2c)N=[N+]=[N-]

0C(=0)C(=0)\C=C(\0)/c1ccc2C(CCC(N=[N+]=[N-
1e2c)N=[N+]=[N-]

OC1=C(C(C2=C(0)0Oc3cc(0O)ccc3C2=0)c4cec(cc4)C(C5=C(0)O
c6¢c(0)ccc6C5=0)C7=C(0)O0c8cc(0)ccc8C7=0)C(=0)c9ccc(O)c
c901

OC(=0)C(=0)\C=C(/0)\clccce(OCc2cccec2)cl
OC(=0)C(=0)CC(=0)clccec(OCc2cccec2)cl

CN(CO)S(=0)(=0)Oc1c2¢(C(=0O)N(Cc3ccc(F)cc3)C24CC4)c(0)es
nceeclS

0C(=0)C(=0)\C=C(\0)/c1ccc2C(CC(N=[N+]=[N-
1e2c)N=[N+]=[N-]

OC(=0)C(=0)CC(=0)c1ccc2C(CC(N=[N+]=[N-
De2¢1)N=[N-+]=[N-]

Oclc(cec2ecenc12)C(=0)c3cccc(Cedeccecd)c3
OC(=0)C(=0)CC(=0)clcen(Cc2cccec2)cl
OC(=0)C(=0)CC(=0)clccee(Cec2ecc(Clyec2)cl
OC(=0)C(=0)CC(=0)clcce(Cc2eccec?)sl
Clc2ccec(Cl)e2Nelceceec1CC(=0)OCC(=0)0
Oclcec(NC(C)=0)ccl

O=S(N)(=0)cInnc(NC(C)=0)s1
CC(=0)c2cc3N(CCCNICCN(CCO)CCl)c4ceccec4Sc3ec2
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Amantadine
Ambenonium

Amineptine
Amiodarone
Anmitriptyline
Aprobarbital
Artane
Aspirin
Atenolol
Atropine

Baclofen

Beclomethasone

Benzonatate
Biperiden
Bromocriptine
Buclizine

Budesonide

Buprenorphine

Caffeine
Cantil
Carbachol
Carbamazepine
Carisoprodol

Carvedilol
Cefoperazone

Chloral hydrate
Chlordiazepoxide
Chlorpropamide
Chlorthalidone
Clidinium
Clobazam

Clofazimine

Clomipramine

Clonidine

Codeine

Colchicine

HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN

HIV-IN

HIV-IN

HIV-IN

HIV-IN

HIV-IN

HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN

HIV-IN

HIV-IN
HIV-IN

HIV-IN

HIV-IN

Training
Prediction

Training
Training
Training
Prediction
Training
Training
Training
Prediction

Training

Training

Training
Prediction
Training
Training

Training

Prediction

Training
Training
Training
Prediction
Training

Training
Training

Prediction
Training
Training
Training

Prediction

Training
Training

Training

Prediction

Training

Training

NC13CC2CC(CC(C1)C2)C3

Clc2ceccc2C[N+](CC)(CC)CCNC(=0)C(=O)NCC[N+](Cclcceee
1Cl)(CC)CC

0=C(O)CCCCCCNC2c3cccec3CCceleccecl2
CCN(CC)CCOclc()ee(ccl)C(=0)c2ce3cceecc30c2CCCC
CN(C)CC\C=C1\c3cccee3CCe2cececcl2
O=CINC(=O)NC(=0)C1(CC=C)C(C)C
OC(CCNICCCCCI)(c2cceec2)C3CCCCC3
0=C(C)Oclcccec1 C(=0)0
CC(C)NCC(0)COclcee(ecl)CC(N)=0
CN3CICCC3C[C@@H](C1)OC(=0)C(CO)c2cccec2
Cleclcee(cel)C(CN)CC(=0)0
OCC(=0)[C@@]4(0)[Ca@@H](C)CC3C2CCCI=CC(=0)C=C[C
@I(O[C@@]2(CH[C@@H](0)C[C@@]34C

0=C(0OCCOCCOCCOCCOCCOCCOCCOCCOCCOC)c]cec(NC
CCC)eel

OC(CCNICCCCCl)(c2eccec2)C4CC3C=CCAC3

Bre3nc2ccec] C4=C[C@H](CN(C)C4Ce3c12)C(=0)N[C@@]7(O
[C@]6(0)N([C@@H](CC(C)C)C(=0)N5CCCC56)CT=0)C(C)C

CC(C)(OC)clecc(ec1)CN2CCN(CC2)C(e3cce(Cl)ee3)cdcccecs

0CC(=0)[C@@]530C(0[C@@H]5CC2C1CCC4=CC(=0)C=C[
C@]4(C)C1[C@@H](0)C[C@@]23C)CCC

CC(C)(C)C(C)(0)[C@H]1C[C@]75CCIC@]1(0C)[C@@H]20c4
¢(0)ccc3C[C@H]7IN@](CC[C@]25¢34)CC6CC6

0O=C2c1n(C)cncIN(C)C(=0)N2C
O=C(OCICCC[N+](C)(C)C1)C(O)(c2cceec2)c3cecccece3
C[N+](C)(C)CCOC(=O)N
NC(=0O)N2c3cccee3C=Cclceccccl?2
O=C(NC(C)C)OCC(C)(COC(=O)N)CCC
COc4cceccc4OCCNCC(0)COc2ccec3nclcececlc23

0=C1C(=0)N(CC)CCN1C(=0)N[C@H](c2cec(0)cc2)C(=0)N[C
@@H]5C(=0)N4C5SCC(CSc3nnnn3C)=C4C(=0)0

CIC(CH)(CDHC(0)O
Clc1ece2N=C(C[N+]([O-])=C(c2c1)c3cccecc3)NC
O=S(=0)(NC(=O)NCCC)clcce(Cl)ecl
NS(=0)(=0)clcc(ceccCl)C3(O)NC(=0)c2ceccc23
OC(clceececel)(c2cceec2)C(=0)OC4C[N+]3(C)CCC4CC3
Clelcee2e(c1)N(C(=0)CC(=0)N2C)c3cceec3

Clelcec(ccl)NC3=CC4=Nc2cccce2N(C4=C\C3=N\C(C)C)c5cce(
Cl)cee5

CN(C)CCCN2c3cceec3CCcelece(Clyecl2
Clc2ccec(Cl)e2\N=C1/NCCNI1
COclcec2C[C@H]5IN@@](C)CC[C@@]43C5C=C[C@H](O)[C
@@H]40c1c23
CC(=O)N[C@H]2CCc3cc(OC)c(0OC)c(0OC)ec3C1=CC=C(OC)C(=
0)C=C12
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Cyclizine

Cyclosporin

Dextropropoxyphene

Diazepam
Diflucortolone

Dimercaprol

Diphenhydramine

Diphenidol
Dobutamine
Dofetilide
Domperidone

Dopamine
Doxazosin

Doxepin

Dronabinol
Droxicam
Entacapone

Epinephrine

Eprosartan
Ergotamine

Ethosuximide

Fentanyl
Fexofenadine

Flecainide

Flunarizine
Flunisolide

Fluoxetine
Fluvoxamine

Gabapentin
Gestodene

Glutethimide
Glycopyrrolate
Guanadrel
Halofantrine
Haloperidol
Halothane

HIV-IN

HIV-IN

HIV-IN
HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN

HIV-IN

HIV-IN
HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN

HIV-IN

HIV-IN
HIV-IN

HIV-IN

HIV-IN
HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN

-1

-1

-1
-1

-1

-1
-1
-1
-1
-1
-1
-1

-1

-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1
-1

Training

Prediction

Training

Training
Training

Prediction
Training
Training
Training

Prediction
Training

Training
Training

Prediction
Training
Training
Training

Prediction
Training
Training
Training

Prediction
Training
Training
Training

Prediction
Training
Training
Training

Prediction
Training
Training
Training

Prediction
Training

Training

CNICCN(CCI1)C(c2cccee2)ce3ceccc3

CC(C\C=C\C)C(0)C1C(=0)NC(CC)C(=0)N(C)CC(=0)N(C)C(C
C(C)C)C(=0)NC(C(=0)N(C)C(CC(C)C)C(=0)NC(C)C(=0)NC(
C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(CC(C)C)C(=0)N(C)C(C(
C)C)C(=0)N1C)C(C)C

CN(C)CC(C)C(OC(=0)CC)(Cclcceeel )c2eccec2
Clclcee2e(c]1)C(=NCC(=0)N2C)c3cccec3
OCC(=0)[C@HJ4[C@H](C)CC3C2C[C@H](F)C1=CC(=0)C=C[
C@N(O[C@@2(F[C@@H](O)C[C@@]34C

OCC(S)CS

CN(C)CCOC(clceeeel)c2ecccec2
OC(CCCNI1CCCCCI)(c2cceec2)c3cccec3
Oc2ccc(CCNC(C)CCceleee(O)eel)ec20
CS(=0)(=0)Nclcce(cel)CCN(C)CCOc2cece(cc2)NS(C)(=0)=0
Clc4ceSNC(=O)N(C3CCN(CCCNI1c2eccee2NC1=0)CC3)cS5cc4
Oclcec(CCN)eclO

COclce2ne(ne(N)ec2cc1OC)N3CCN(CC3)C(=0)C4COc5cccec50
4

CN(C)CC\C=C1/c3cceee30Cc2eccec12
CCCCCc3¢cc20C(C)(C)CICCC(C)=CCl1c2¢(0)c3

0=C(N2C3=NC=CC=C3)C(N1C)=C(OC2=0)C(C=CC=C4)=C4S
1(=0)=0

Oclec(\C=C(/C#N)C(=O)N(CC)CC)cc([N+]([O-]))=0)c10
Oclccc(cel 0)[C@@H](O)CNC
OC(=0)C(/Cclceces])=C/c3enc(CCCCN3Cc2ccc(cc2)C(=0)0

CN2C[C@@H](C=C1c3ceccdncc(CC12)c34)C(=0)N[C@]8(C)O
[C@]7(0)N([C@@H](CcScecees)C(=0)N6CCCC67)C8=0

CCI(CC)CC(=0O)NC1=0
CCC(=O)N(C2CCN(CCclcceeel)CC2)c3cecccec3

O=C(0)C(C)(C)clcee(cc1)C(O)CCCN2CCC(CC2)C(0)(c3cceee3
)cdceccecd

FC(F)(F)COc2cc(C(=O)NCCICCCCN1)c(OCC(F)(F)F)cc2
Feclcee(cel)C(c2eec(F)ec2)N3CCN(CC3)C/C=C/c4cceecd

0CC(=0)[C@@]540C(C)(C)O[C@@H]SCC3IC2C[C@H](F)Cl=
CC(=0)C=C[C@]1(C)C2[C@@H](0)C[C@@]34C

FC(F)(F)c2cec(OC(CCNC)clccceel)ec2
FC(F)(F)clece(cc1)C(\CCCCOC)=N\OCCN
NCC1(CC(=0)O)CCCCC1

0=C2CCC3CACCIC@@]1(CC)C(C=C[C@@]1(O)CHC)CACCC3
=C2

CCC1(CCC(=0O)NC1=0)c2cccee2
C[N+]3(C)CCC(OC(=0)C(O)(clceceec])C2CCCC2)C3
N=C(N)NCC2COC1(CCCCC1)02
CCCCN(CCCC)CCC(O)c2ccle(Clhce(Clyeecle3dec(cee23)C(F)(F)F
Fclcee(cel)C(=0)CCCN2CCC(0O)(CC2)c3ccc(Clyec3
BrC(CI)C(F)(F)F
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0=C1CCC3[C@H]2Cc5ccc(0)c40[C@@H] 1 [C@]3(CCIN@@]2

Hydromorphone HIV-IN -1 Training C)c4s
Hydroxyzine HIV-IN -1 Prediction |Clclecc(cel)C(c2ecccc2)N3ICCN(CC3)CCOCCO
Indapamide HIV-IN -1 Training |NS(=0)(=0)clcc(ccclCI)C(=O)NN2c3cceec3CC2C
Indomethacin HIV-IN -1 Training |Clclcee(ccl)C(=0)n3c2ccc(cc2e(CC(=0)0)c3C)0C
Isoetharine HIV-IN -1 Training |Ocleec(cc1O)C(O)C(CC)NC(C)C
Isoproterenol HIV-IN -1 Prediction |Oclcce(ccl1O)C(O)CNC(C)C
Isosorbide HIV-IN -1 Training |[O-][N+](=0)O[C@H]2COC1C20CCIO[N+]([O-])=0
Ketamine HIV-IN -1 Training |CNCI1(CCCCC1=0)c2cccec2Cl
Labetalol HIV-IN -1 Training |O=C(N)clcc(ccc1O)C(O)CNC(C)CCc2ecccc2
Lacidipine HIV-IN 1 Prediction CC(N2)=C(C(OCC)=0)C(C(C(OCC)=0)=C20)C(C=CC=C1)=C1

/C=C/C(OC(C)(C)C)=0
Lamotrigine HIV-IN -1 Training |Clclccee(c1Clc2nne(N)ne2N

0=C(NCC)[C@@H]6CCCN6C(=0)C(N)CCCNC(=N)NC(=0)C(
CC(C)C)NC(=0)[C@@H](CC(C)C)NC(=0)C(Celecc(O)ce)NC

Leuprorelin HIV-IN -1 Training (=O)C(CO)NC(=0)C(Cc3cnc2ccecc23)NC(=0)C(Cedencend)NC(
=0)C5CCC(=0O)N5
Levodopa HIV-IN -1 Training |Oclcec(C[C@H](N)C(=0)O)ccl1O
Lidocaine HIV-IN -1 Prediction |O=C(Nclc(C)cececlC)CN(CC)CC
Loratadine HIV-IN -1 Training |Clc3cc4CCelceencl C(=C2/CCN(CC2)C(=0)OCC)\c4ce3
Maprotiline HIV-IN -1 Training |CNCCCC24CCC(clcceecl2)c3ccecc34
Meclizine HIV-IN -1 Training |Cclccec(c1)CN2CCN(CC2)C(c3cee(Cl)ce3)cdcccccd
Medroxyprogesterone HIV-IN -1 Prediction S)C é;gé[[%@@@@]]z 1(;) 8CCC G CIC@H)(OCA=CCE0)CCIC@IA(
Melfalan HIV-IN -1 Training |O=C(O)[C@@H](N)Cclccc(ccl)N(CCCI)CCCl
Meprobamate HIV-IN -1 Training |O=C(N)OCC(C)(COC(=0)N)CCC
Methamphetamine HIV-IN -1 Training |C[C@H](NC)Cclcecccl
Methantheline HIV-IN -1 Prediction |CC[N+](C)(CC)CCOC(=0)Clc3ccccec30c2cceccl2
Methocarbamol HIV-IN -1 Training | NC(=0)OCC(O)COclccccclOC
Methoxyflurane HIV-IN -1 Training |CIC(CI)C(F)(F)OC
Methscopolamine HIV-IN -1 Training |OC[C@H](clcceecl)C(=0)OC2CC3C40C4AC(C2)[N+]3(C)C
Methylphenidate HIV-IN -1 Prediction |O=C(OC)C(C1CCCCNI1)c2cceec2
Methysergide HIV-IN 1 Training )CNC( E:C)g‘@H](CO)NC(:O)[C@@H]4C:C 1C(Cc2en(C)c3ccecle23
Metoclopramide HIV-IN -1 Training |Nclec(OC)e(cc1CIHC(=O)NCCN(CC)CC
Midodrine HIV-IN -1 Training |COclcec(cc1C(O)CNC(=0)CN)OC
Mirtazapine HIV-IN -1 Prediction |CNICC2N(CCl)c4ncccc4Ce3cccec23
Modafinil HIV-IN -1 Training |O=S(CC(N)=0)C(clccceel)c2eccec?
Montelukast HIV-IN 1 Training CC(C)(O)cScccee5CCIC@@H](SCCL(CC(=0)0)CC1)c2ccee(c2)

/C=C/c3cccdece(Cl)ccdn3
Moricizine HIV-IN -1 Training |O=C(OCC)Nclcc2N(c3cceee3Sc2ecl)C(=0)CCN4CCOCC4

Oclecc2C[C@HAN(C)CC[C@@]35[C@@H](Oc1c23)[C@@H]
(0)C=C[C@@H]45

C=C1CC[C@@]6(0)[C@H]3Cc5ccc(0)c40[C@@H] 1 [C@]6(C
CIN@@]3CC2CC2)cd5

Neostigmine HIV-IN -1 Training |O=C(Oclccce(cl)[N+](C)(C)C)N(C)C

Morphine HIV-IN -1 Prediction

Nalmefene HIV-IN -1 Training
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Nifedipine

Oxycodone

Paroxetine
Pecazine
Pergolide

Phenylbutazone

Phenytoin

Pilocarpine
Pimozide

Pramipexole
Probenecid
Procyclidine
Propantheline
Pseudoephedrine
Pyrantel
Quinidine

Ranitidine

Rifampin

Risperidone

Ropinirole
Salmeterol
Selegiline
Sulfinpyrazone
Tegafur
Terpin
Tolcapone
Tranylcypromine

Trazodone
Triamcinolone

Valproic acid

Vancomycin

Venlafaxine
Verapamil

Wytensin

Zafirlukast

HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN

HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN
HIV-IN

HIV-IN

HIV-IN

HIV-IN

HIV-IN
HIV-IN
HIV-IN

HIV-IN

Training

Prediction

Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training
Training
Prediction
Training
Training

Training

Prediction

Training

Training
Training
Prediction
Training
Training
Training
Prediction
Training

Training
Training

Prediction

Training

Training
Training

Prediction

Training

CC(N2)=C(C(OC)=0)C(C(C(OC)=0)=C2C)C1=CC=CC=C1[N+]
([0-])=0

0=C1CCI[C@@]5(0)[C@H]2CcAcec(OC)c30[C@@H] 1 [C@]5(
CCIN@@]2C)c34

Feclcee(cel)[C@@H]4CCNC[C@H]4COc2ccc30C0c3c2
CNI1CCCC(C1)CN2c4cceec4Sc3ceccec23
CSC[C@@H]4CC1C(Cc2cenc3cceclc23)N(C4)CCC
O=C3C(CCCC)C(=0)N(cleccee1)N3c2ccceee?2
O=CINC(=0O)C(N1)(c2ccccc2)c3eccec3
Cn2cncc2C[C@H]1COC(=0)[C@H]1CC
Felcee(cel)C(CCCN2CCC(CC2)N3cdeceecdNC3=0)c5cec(F)ees
CCCN[C@@H]1Cc2sc(N)nc2CCl1
O=S(=0)(N(CCC)CCC)clcece(ecc)C(=0)O
OC(CCNICCCCl)(e2eceec2)C3CCCCC3
CC(C)[N+](C)(CCOC(=0)C1c3ccece30c2eecec12)C(C)C
OC(C(C)NC)clcececl

CN2CCCN=C2/C=C/clcccsl
COclcc2e(cel)necc2[C@H](0)C4CC3CCN4CC3C=C
[O-][N+](=O)\C=C(/NC)NCCSCclccc(CN(C)C)ol
CNI1CCN(CC1)/N=C/c3c2NC(=0)C(C)=CC=C[C@H](C)[C@H](

0)[C@@H](O)[C@@H](0)[C@@H](O)[C@H](OC(C)=0)[C@
H](C)[C@@H](OC)C=CO[C@@]5(C)Oc4c(C)c(0)c(c20)c(c30)
c4C5=0

FC3=CC1=C(C=C3)C(C2CCN(CCC4=C(C)N=C5N(CCCC5)C4=
0)CC2)=NO1

CCCN(CCC)CCcleece2NC(=0)Cel2
OCclce(cec10)C(O)CNCCCCCCOCCCCe2ceceecc2
C#HCCN(O)[C@H](C)Cclccececl
0O=C4C(CCS(=0O)clccccc])C(=0O)N(c2cceec2)N4c3ceccc3
FC1=CN(C(=0)NC1=0)C2CCCO2
CIC@@](O)CC[C@@H](CCT)C(C)(C)O
Oclcc(ce([N+]([0-])=0)c10)C(=0)c2ccc(C)cc2
N[C@@H]2C[C@H]2clcceccl
Clclccee(c1)N2CCN(CC2)CCCN3IN=C4C=CC=CN4C3=0
OCC(=0)[C@@]3(0)[C@H](O)C[C@H]2[C@@H]4CCC1=CC(
=0)C=C[C@]1(O)[C@@]4(F)C(O)C[C@@]23C
CCCC(CCO)C(=0)O
O=C(0)[C@@H]%10NC(=0)[C@H]2NC(=0)[C@H](NC(=0)[C
@@H]6NC(=0)[C@H](CC(N)=O)NC(=O)[C@H](NC(=0)[C@
@H](CC(C)C)NCO)[C@H](O)c7cce(OcSccoee(Ocleec(cclCH[C@
H]20)c50C40C(CO)C(0O)C(0)C40C3CC(C)(N)C(O)C(C)O3)c(
CD)c7)c8ccc(0)c(c8)c9c(O)cc(0)cc9%10
OC1(CCCCCI)C(CN(C)C)c2cce(OC)ec2

COclce(cec 1OC)C(CHN)(CCCN(C)CCe2ecc(0OC)c(0C)e2)C(C)C
Clclccee(Cl)cl/C=N/NC(=N)N

Cclcceec1 S(=0)(=0)NC(=0)c5cce(Ce3en(C)c2ecc(cc23)NC(=0)
OC4CCCC4)c(0C)c5
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Zileuton

Zonisamide

HIV-IN
HIV-IN

-1 Training |NC(=O)N(O)C(C)clec2eceec2sl
-1 Training |NS(=0)(=0)Cc2noclcceccl2

Aprv.ap: is referred to the observed anti-HIV activity through the inhibition of a specific protein.

Name or Code: in the specific case of codes, these are represented by numbers belonging to CHEMBL
Database.

PAHIV: the code used for the different proteins associated to HIV.

Note #1: From Eq. 3 and Table 2 you can see that both, average (avg) and deviation (dif) descriptors
enter in the discriminant function. In the case of the mt-QSAR-LDA model, “dif’ descriptors are
calculated as the difference between the original descriptor corresponding to each compound (calculated
by MODESLAB vl.5) and the “avg” descriptors, as explained in the manuscript. All the “avg”
descriptors are:

Target avgu(Gas), avgu(Ab-R2), avgu(Ab-sumB20);
CCR2 -1.6744831 167885.7351 125.979124
CCR3 -1.6156685 65331.34729 89.15693307
CCR5 -1.87367 115615.2178 104.5659475
CXCR4 -2.2545632 85794.40879 97.29456735
HIV-1 PR -2.507272 148198.2698 134.9628535
HIV-1RT -0.9233859 77250.56134 68.64206873
HIV-IN -1.2659498 93054.98893 78.50327219

These values were use also for the calculation of fragment contributions

Note #2: From Table 3 you can see that both, average (avg) and deviation (dif) descriptors enter in the
mt-QSAR-ANN model. Thus, “dif’ descriptors are calculated as the difference between the original
descriptor corresponding to each compound (calculated by DRAGON v5.3) and the “avg” descriptors, as

explained in the manuscript. All the “avg” descriptors are:

Target | avgGATS1v | avgS3K | avglVDM |avgMATS1v | avgGATS2e | avgEEig0lr | avgGGI3 avgJGIl1
CCR2 1.12175207 |7.28015703 | 5.15690083 | 0.00940496 | 0.53038017 | 4.35392562 2.939 0.25307438
CCR3 1.09866964 | 7.41675893 | 5.04959821 | -0.00504464 | 0.63215179 | 3.99840179 | 2.11047321 | 0.20960714
CCR5 1.12833858 | 7.11389764 | 5.22399213 | 0.00734646 | 0.73353543 | 4.1956378 | 2.68989764 | 0.18461417
CXCR4 | 1.05994118 |8.06647059 | 5.11477941 | 0.03952941 | 0.83564706 4.08075 2.3715 0.16925
HIV-1 PR | 1.08446721 |9.84102459 | 5.41062295 | 0.03856557 | 0.70295902 | 4.25598361 | 3.62610656 | 0.23077869
HIV-1 RT| 0.92906306 |4.66269369 | 4.53279279 | -0.00592793 | 0.70856757 | 4.14401802 | 2.02621622 |0.20396396
HIV-IN | 0.92583333 | 4.54425 | 4.6787381 | 0.04915476 | 0.64822619 | 4.17967857 | 2.27091667 | 0.20285714
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