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Cﬁglp Name SMILES® Cluster No¢ | Repd
1 Clorobiocin 8)0'\5?:(@=g])l gigl(—lc]((g()}éz(Z)(c::(Zégzgg[gH]Z)C)[C@@H](O)[C@@H](OC1 (C)C)Oc1cec2e(c1Clyoc(=0)c(c2 1 Yes
2,2 4-Trimethyl-5,8-
2 g”;yglfyxdyrfa'ﬁt‘;ﬁgg-‘q' CC(CCC1=6263C(=C(C1=0)C)OC(NG3c1=CC=CC(=0)c1620)(C)C)C 2 Yes
de][1,3]oxazine-7-one
3 RK-682 CCCCCCCCCCCCCCCC(=0)C1=C(0)[C@H](0C1=0)CO 3 Yes
4 Spindomycin B 0=C1C(=C(C)[C@@]2(C3=C1CCC3)c1cccccIN(C2=0)C)0 4 Yes
5 Spindomycin A 0=C1[C@H](O)[C@@H](C)[C@@]2(C3=C1CCC3)c1cccccIN(C2=0)C 4 No
6 Aestivophoenin C ﬁﬁ(g)%C))g;chccc(cZ[nH]c2c1cccc2CC=C(C)C)C(=O)O[C@@H]10[C@@H](C)[C@@H]([C@H]([C@ 5 No
7 Aminotrihydroxybacteri | NC[C@@H]([C@@H]([C@@H](CCC([C@H]1CCC2C1CCI[C@@]1(C2CCC2[C@@]1(C)CCCI[C@]2 5 No
ohopane (C)CCCC1(C)C)C)C)0)0)0
8 Aminotrihydroxybacteri | NC[C@@H]([C@@H]([C@@H](CCC([C@H]1CCIC@]2([C@H]1CCI[C@@]1([C@@H]2CCI[C@H]2[C 5 Yes
ohopene @@]1(C)CCIC@@HI1[C@]2(C)CCCC1(C)C)C)C)C)0)0)0
9 LMPRO4000005 lc\l;%g(c@gI(-Ic]:()[CC)%@)%@)I-(Iz])(g%%H](CCC(C1 CC[C@]2(C1CCIC@@]1(C2cCC2ic@@]1(C)CcCCC@]2( 5 No
10 Mansouramycin D CNC1=CC(=0)c2c(C1=0)cnc(c2)c1c[nH]c2c1ccec2 6 Yes
i |menne | SSCC i COLONCABNICLOCOBINCIOICBICIO0NE || v
12 Norcodeine COc1ccc2c3c10C1C43CCNC(C2)C4C=CC10 8 Yes
13 | Coelimycin P1 CIC=CIC(=0)C1=CI/C(=C/2INCCC=C2)/SC[C@@H](C(=0)O1)NC(=0)C 9 Yes
14 | C12392 Celee(0)c2c(c1)C(N)C1=C2C(=0)c2¢(C1=0)c(O)cce2 10 Yes
15 | Hatomarubigin E CIC@@H]1C[C@H](0)C2=C(C1)C=CC1C2C(=0)c2c(C1=0)c(O)ccc20 10 No
16 Kinobscurinone Cclee(0)c2c(c1)c(=0)c1=c2¢(=0)c2c(c1=0)c(0)ccc2 10 No
17 Prekinamycin N#Cn1c2cc(C)ec(c2c2¢1C(=0)c1c(O)ccecc1C2=0)0 10 No
18 Frenolicin B CCCI[C@H]10[C@@H]2CC(=0)0[C@@H]2C2=C1C(=0)c1c(C2=0)cccc1O 10 No
19 BU-4704 C#[N+]/C(=C\c1cce(cc1)0S(=0)(=0)0)/C(=Clc1cee(cc1)OC)/[N+#C 11 Yes
20 Dechlororoseophilin COc1cc(oc1C1=C2N=C3C=C2C(C1CCCCCCCC3)(C)C)c1ccec[nH]1 12 Yes
21 Camporidine B CCCCCCI[C@H]1CN(O)[C@@H]2[C@]3([C@@H]103)C(=C/C=C/C(=0)0)C=C2 13 Yes
22 | Neopentalenolactone D | 0=C10[C@@H](C)[C@]23[C@@H](C1)C(=C[C@@H]3CC(C2)(C)C)C(=0)0 14 No
23 | Pentalenolactone D 0=C10C[C@@H]2[C@@]3([C@@H]1C)CC(C[C@H]3C=C2C(=0)0)(C)C 14 No
24 ;;ngﬁg;n'ic g | 0=CICC@@HRIC@@R(ICR@HICICCICIC@HBC=C2C(=0)0)(CIC 14 No
25 | Pentalenic acid 0C(=0)C1=C[C@H]2[C@@]3([C@H]1CC[C@H]3C)CC([C@@H]20)(C)C 14 No




Comp

Noa Name SMILES® Cluster No® | Rep

26 | 1-Deoxy-Tibeta- 0[C@@H]1CICR@HIC@@I3(C@@HI1C)CC(CIC@HIZC=C2C(=0)0)(C)C 14 Yes
hydroxypentalenic acid

27 Lsé’fG“ra”O”aphthO““'”o 0=CINC2(Nc3ccceed)ctcoc(c1C(=0)c1c2¢c(0)c(c10)0)C 15 Yes

28 Lorneic acid H 0Cc1cc(C)eeec1/C=C/ICCCC(=0)0 16 Yes
2-Methyl-8-

29 hydroxybenzeneheptan | OC(=0)CCCCC[C@@H](c1cccec1C)O 16 No
oic acid

30 Ketomemicin B5 CC(=O)N[C@H](C(=0)C[C@H](C(=0)0)Cc1cccect)Celcee(cc1)O 17 Yes

31 Ketomemicin B6 CC(=O)N[C@H](C(=0)C[C@H](C(=0)0)Cc1ccceet)Celccecct 18 Yes

32 Jomthonic acid F C/C=C(/C=C/C(=O)NC(C(c1ccccc1)C)C(=0)0)\C 18 No

33 | Streptenol E C/C=CI/CCC(=0)CC(CCNC(=0)C)0 19 Yes
N1-Acetyl-N7-O-

34 hydroxyphenylacetyl 0=C(Cc1ccccc10)NCCCCCNC(=0)C 19 No
cadaverine

35 Phaeochromycin F Cc1ee(=0)c2c(01)ccec2Ceicec(0)e(c(=0)o1)Celc(O)cc(oc1=0)Cclccecc2e1c(=0)cc(02)C 20 Yes
N-

36 Butylbenzenesulfonami | CCCCNS(=0)(=0)c1cccect 21 Yes
de

37 | Sceliphrolactam 0=C1NCC(C)/C=C/C=C/C=C(\C)/C=C/C=C\C(=0)C(C(C(/C=C/C=C(/C=CI/C(=C\1)/O)\C)0)0)O 22 Yes

3g | ZAmino-9,13-dimethyl | »0000 000 (coCCCCC(C(=0)0)N)C)C 2 Yes
heptadecanoic acid
Cis-[2,(4,5-dihydroxy-4-

39 methylhexyl)cyclopropy | OC(=0)CC1CC1CCCC(C(O)C)(O)C 24 Yes
[Jacetic acid

40 (+)-Austrosene 0OC(=0)c1cec(cct)[C@](CCCC(O)(C)C)(O)C 25 Yes

41 Lobocompactol C/C/1=C\CCC(=C)[C@@H](CC(CC1)C1=CCC(OC1)C(0)(C)C)O 26 Yes

4 Akashin A %g:c@@Hh [C@@H](O)[C@H]I(N)[C@H](C[C@@H]1n1¢(C2=Nc3c(C2=0)cc(ce3)Cl)c(c2¢1cec(c2)Cl 97 Yes
N,N'-((12,3Z)-1,4-bis(4-

43 '}"gfgfé‘gepgeg}")b“ta' COctece(ce1)/C=C(IC(=Cletcoc(ce1)OC)NCC=0)\NCC=0 28 Yes
diyl)diformamide

44 | AB0915g CC(=CCC120C2(CC=C(C)C)C(=0)c2c(C1=0)cc(0)cc20)CCC=C(C)C 29 Yes

45 | Napyradiomycin A3 CIC(=C\C[C@]120C(C)(C)[C@@H](C=C1C(=0)c1c(C2=0)cc(cc10)0)0)/CCC(C(=C)C)O 29 No

46 | Merochlorin B CC(=CCCI[C@]1(C)0C2=C(CI)C(=0)c3c([C@@]42[C@H]1CC(=C(C)C)C4)cc(O)cc30)C 30 Yes
7-Chloro-10-ethyl-1-[[2-
([2- -

47 hydroxyethylJaminojeth OCCNCCNc1cec(cec2e1e(=0)c1c(n2CC)cec(c1)Cl)cteee(cc1)C(F)(F)F 31 Yes
ylJamino]-3-[4-

48 Iromycin CCCc1c(C/C=C(/C/C=CIC(C)C)\C)[nH]c(=0)c(c10)C 32 Yes

dg | Jo-disubstiuted Indole | oy icetepncactces(c2)co=C(O)C 33 Yes

50 Vnezueline E CCCC(=0)0Cc1ccc2e(c1)nctc(02)ce(=0)c(c1)NC(=0)C 34 Yes

51 Vnezueline A 0Cc1cc2nc3cc(NC(=0)C)c(=0)cc3oc2cc1Ceiece(c(c1)NC(=0)C)0 34 No
(52,82,11R*,12R%)-
11,12- - _ -

52 Dihydroxytetradeca- CCC(C(C/C=C\C/C=C\CCCC(=O)N)0)O 35 Yes
5,8-dienamide

53 TA 3037A 0=c1oc2ccec(c2[nH]/c/1=C\c1cceecc1)C(=0)0 36 Yes

54 Mycemycin G Cle1ccc2e(c1)C(=0)Ne1¢(02)c(C)cecc1C(=0)C 36 No

55 Myxochelin A OC[C@@H](NC(=0)c1ccec(c10)0)CCCCNC(=0)c1ccee(c10)0 37 Yes

56 Rosmarinic acid 0=C(O[C@@H](C(=0)0)Cc1cce(c(c1)0)0)/C=Clcicee(c(c1)0)0 37 No




Comp

Noa Name SMILES® Cluster No® | Rep
[6-hydroxy-2,2,6-
trimethyl-3-(3-
57 | methylbut-2-en-1- CC(=0)0CC1C(C)(O)CCC(C1(C)C)CC=C(C)C 38 Yes
yl)cyclohexylmethyl
acetate
58 CHEMBL1268 0=C1NC(=0)C(S1)Cc1ccc(cc1)OCCelcec(cn1)C(=0)C 39 Yes
3-n-Heptyl-3-hydroxy-
1,2,3,4- _ _
59 tetrahydroquinoling-2,4- CCCCCCCCC1(0)C(=0)Nc2c(C1=0)ccec2 40 Yes
dione
60 E‘/gi‘r?eodeca”"y"b CCCCCCCCCCCC(=0INCCCCIC@@HI(C(=0)ON 4 Yes
61 l“y"s?r'lgha'La”“’y"L' CCCCCCCCCCCC(=0NIC@H(C(=0)0)CCCCN # No
62 Fragin CCCCCCCC(=0)NCC(/[N+](=N/O)/[o-])C(C)C 42 Yes
63 Resorthiomycin CSC(=0)c1¢(C)c(CCC(O)C)c(c(c10)C)O 43 Yes
64 Corydalmine COc1cc2c(cc10C)CCN1[C@H]2Cc2ccc(c(c2C1)0C)0 44 Yes
65 BRN 1329464 COc1cc2c(=0)c(coc2c(c10C)0)ccee(c(c1)0)0C 44 No
66 fDihydm?‘y"?" CIC(=C\CC1CNE2¢1ceec2)/CCC=C(CCC(C(0)(C)C)0)C 45 No
arnesylindole
67 | Separacene A C=C[C@H]([C@@H](/C=C/C=C/C=C/C=C/[C@H]([C@H](O)C)0)0)O 45 Yes
68 | Separacene B C=C[C@H]([C@@H](/C=CIC=C/C=C/C=C/[C@@H]([C@H](0)C)0)0)O 45 No
69 | Succinilene D CCIC@@H]([C@@H](C/C=C/C=C/C=C/C[C@@H](/C(=C/[C@H]([C@H](O)C)C)/C)0)0)O 45 No
2-Hydroxy-2-propyl-5-
(2-hydroxy-4-oxo-4H-
70 pyran-6-ylmethyl)-2,3- | CCCC1(O)CC(=0)c2c(01)ccec2Celce(0)cc(=0)o1 46 No
dihydro-4H-1-
benzopyran-4-one
71 Anhydrosek4b Oc1cc(oc(=0)c1)Ce1ec(=0)c2c(01)cc(cc2C)O 46 No
72 CHEMBL487191 CCCc1cc(=0)c2c(o1)ccec2Celec(0)cc(=0)o1 46 Yes
73 Bionectriamine B 0=C(Nc1cceec1C(=0)0)/C=C/C(=0)Nc1ccecc1C(=0)0 47 Yes
74 DC 102 Antibiotic CC/C=C\1/CC2N(C1)C(=0)c1¢(NC20C)cce(c1)OC10C(C)C(C(C10)(C)O)NC 48 Yes
75 1,3-Diphenethylurea 0=C(NCCc1cccecc1)NCCe1eeeeet 49 Yes
. . OC(C/C=C(/C(C(CCC1C(=CC2C(C1(C)/C(=C\1/C(=0)CNC1=0)/0)CCC(C20)0)C)C)O)\C)/C=C/C(C
76 | Lydicamycin (IC=CICC(/C(=CICC(CC1CCONIC(=NIN)O)IC)0)0)C 0 | Yes
77 Aurachin SS COc1c(C/C=C(/CCC=C(C)C)\C)c(C)n+](c2c1ccec2)[0-] 51 Yes
O[C@@H]1CIC@H](O)C[C@H](O)C[C@H](CI[C@@H]([C@@H](O)C)0)OC(=0)c2c(/C=C/C=C/C=C/
78 | SIA-7248 C=C(\C)/C[C@H](O)C[C@@H](C[C@@H](C[C@@H](C[C@@H](OC(=0)c3c(/C=C/C=C/C=C/C=C(/ 52 Yes
CIC@@H](C1)0)\C)ccee30)CIC@@H]([C@@H](0)C)0)0)0)O)cccc20
79 | Juanlimvcin B CIC1=C\C[C@H](O)c2cc(0)cc3c2[C@](Nc2cc(O)ecc2C(=0)0)(C(=0)/C=C/C(=C/C[C@@H](c2c4[C 53 Yes
y @](C(=0)\C=C1)(Nc1cccec1C(=0)0)C(=C)Ncdee(c2)0)0)/C)C(=0)N3
80 | Juanfimvein A CIC/1=C\C[C@H](O)c2cc(0)ce3c2[C@](Nc2ceeec2C(=0)0)(C(=0)/C=C/C(=C/C[C@@H](c2c4[C@]( 53 No
y C(=0)\C=C1)(Nc1cceec1C(=0)0)C(=C)Ncdee(c2)0)0)/C)C(=0)N3
81 Lavanduquinocin CIC@H](CC1=C(C)C(=0)C(=0)c2c1[nH]c1c2cc(cc1)CC1=C(C)CC(CC1)(C)C)O 54 No
82 Carquinostatin B CC(=CCc1ccc2c(c1)c1C(=0)C(=0)C(=C(c1[nH]2)[C@@H]([C@H](O)C)O)C)C 54 No
83 Neocarazostatin B COc1c(C)c(CC(0)C)c2c(c10)c1cc(CC=C(C)C)cccl[nH]2 54 No
84 Neocarazostatin A COc1¢(C)c(C(C(0)C)0)c2¢(c10)c1cc(CC=C(C)C)cect[nH]2 54 Yes
85 Neocarazostatin C COC(c1¢(C)c(OC)c(c2¢1[nH]c1c2¢c(cc1)CC=C(C)C)O)C(O)C 54 No
86 | Carquinostatin A C[C@H](CC1C(C)C(=0)C(=0)c2c1[nH]c1c2cc(cc1)CC=C(C)C)O 54 No
87 Spiroindimicin F COC(=0)c1[nH]cc2¢1C1(CN(c3c1ecee3)C)etc2e2ee(Cl)cee2nH]1 55 No
88 Spiroindimicin E COC(=0)c1[nH]cc2c1C1(CN(c3c1cc(Cl)ee3)C)etc2c2eceec2nH] 1 55 No
89 Spiroindimicin C COC(=0)c1[nH]cc2c1[C@]1(CNe3ctcc(Cl)ce3)c1c2c2ec(Cl)ccc2[nH]1 55 No




Comp

Noa Name SMILES® Cluster No® | Rep
90 Spiroindimicin D COC(=0)c1[nH]c(c2c1c1c3cc(Cl)cec3[nH]e1[C@]12CN(c2¢1¢c(Cl)ec2)C)C(=0)0C 55 No
91 Spiroindimicin B COC(=0)c1[nH]cc2c1[C@]1(CN(c3c1cc(Clyce3)C)etc2c2¢ee(Cl)cee2[nH]1 55 Yes
92 Wailupemycin F 0C1CC(=0)c2¢(C1)c(c1cc(O)ec(=0)o1)c(cc20)c1 ceceet 56 Yes
93 Phaeochromycin B CCCclcc(O)c2c(c1ctec(O)ec(=0)o1)CC(CC2=0)0 56 No
o 0=C10C[C@H](0)c2ccede(c2Cl)C2=CC=CIC@@I2([C@@H]30c2c(co([C@H](C1)N)cc2Cl)0)0C10
94 Fijiolide B C(C)(CIC(CCI0)ON(C)C 57 Yes
95 | CHEMBL517944 CCCCCOc coe2e(ct)oec(c2)S(=0)(=0N[C@@H](C(=0)0)CCC(=0)0 58 Yes
Acetamide, N-[2-
hydroxy-5-[[8-
96 (hydroxymethyl)-3-oxo- | OCc1ccc2c(c1)nclc(02)cc(=0)c(c1)Netcee(c(c1)NC(=0)C)0 59 Yes
3H-phenoxazin-2-
ylJamino]phenyl]-
97 | U68204 C=CIC(=C/[C@@]1(CC)SC(=C(C1=0)CC(=0)N)0)/C 60 Yes
CCIC@@HI([C@@HI(C(=N[C@HI(c1scc(n1)C(=N[C@H](C(=NCC(=NCclnc(c(o1)C)C(=NIC@HI(C(
8 | Goadsor =NC(=C)c1oce(n1)C(=N[C@H](C(=NCc1sce(n1)C(=N[C@HI(C(=0)0)C(C)C)0)0)C)0)0)CC(C)C)O) 61 y
oadsporin 0)0)CO)0)CC(C)C)0)N=C(c1nc(oc1C)C(=CIN=C([C@H](C(C)C)N=C(c1nc(oc1C)IC@@H]N=C(O) es
C)C)0)0)0)C
o COC1CCC(C1/C=CIC(=CIC(C(O)C)C)IC)C(IC=CIC(C(IC=C(/C10C(0)(CC)C(C(CTC)0)OC)OC)C)O
99 Linearolide B C10C(C)C(C(CINC(=0)C)0)(O)C 62 Yes
100 | Junoeroide A COIC(=C\[C@@H]([C@H](/C(=CICCIC@@HI([C@H](/C(=CIC=CIC(IC@H](O)C)C)/C)O)C)IC)O[C@ 62 z
niperotde H)1CIC@@H]NC(=0)C)[C@@H](C@H](01)C)0)C)IC@H]1OC(0)(CCICIC@@HIC@@H]1C)0 °
101 | Marineosin B CO[C@H]1CC(=N[C@]210[C@@H](C)C[C@H]1[C@H]2c2ccc([nH]2)CCCCCCC1)c1[nH]ccet 63 Yes
102 | CHEBI66675 g?[C@@HHC/C(=C/2\C=CC=N2)/N[C@@]21O[C@@H](C)C[C@H]1[C@H]2020cc([nH]2)CCCCCC o4 Yes
103 | Bohemamine G 0=C(NC1=CC(=0)[C@]2(N1[C@@H](C)CC2)C)/C=CIC(C)C 65 Yes
104 | Bohemamine | CIC@H]1CCIC@@]2(N1C(=CC2=0)NC(=0)ctccecct)C 65 No
105 | Streptenol | CIC=CICCC(=0)CIC@H](CCO[C@]1(OCCIC@@H](C1)0)CC/C=C/C)O 66 Yes
) CIC/1=C\C=C\[C@H]2[C@HI(O)[C@H](CN2C(=0)CC(=0)/C=C/C(=C/C=C/[C@H]([C@@HI[C@@H
106 Niizalactam A J(C(=0)/C=C\C=C1)0)0)0)/C)C 67 Yes
107 | Nizalactam B 8/)%1: =C%C==Cc1\)[8%)k/|]cz)[CC@H](O)[C@H](cNzc(=0)CC(=0)/C=C/C(=C/C=C/C[C@@H]([C@@H](C(= 67 No
. COcTcecc2e1[C@@H](OC)c1c([C@HJ20)c2C(=0)CIC@HIC@@HI(c20c1Selcc2[C@@HI0)C@
108 | Donghaesulfin A HI(C)CC(=0)c26261[C@H](OC)c1e(OC)coect[C@@H]20)0)C 8 | Yes
, COc1ccec2e1[C@@H](OC)c1c([C@H]20)c2C(=0)CIC@H]([C@@H](c2cc1Sc1cc2[C@@H](O)[C@
109 | Donghaesulfin B HJ(C)CC(=0)c2c2c1[C@@H](0)c1c(0C)coec1C2=0)0)C 68 No
110 | Galbonolide G CCIC@@H](/C(=CIC(=C)C[C@@H](/C=C(/CIC@@]1(CO)OC(=0)C(=C10)C)\C)C)/C)O 69 Yes
111 | Lauroyl vanillylamide | CCCCCCCCCCCC(=0)NCeicce(c(c1)OC)0 70 No
112 | Alkylresorcylicacid | CC(CCCCCCCCCCCCee(C)e(O)ee(c1C(=0)0)0)C 70 Yes
113 E;bfgx;i'thran”ate CCCCCCCCCCCENeT oec(cc1C=0)[0-)0 70 No
114 | Panosialin WA CC(CCCCCCCCCCCCetec(O)cc(ct)0S(=0)(=0)0)C 71 No
115 | Panosialin WB CCCCCCCCCCCCCCCelec(O)ec(c1)0S(=0)(=0)[0-1Nat] 71 No
116 | Panosialin A CC(CCCCCCCCCCCCelcec(ce(cl)0S(=0)(=0)[0-])0S(=0)(=0)[0-])C.[Na+] [Na+] 71 No
117 | Panosialin-IA CCCCCCCCCCCCCCCetcc(ce(c)0S(=0)(=0)0)0S(=0)(=0)0 71 Yes
... CIC=CIC=C/[C@@]1(0)[C@@H]2C=C3[C@@M5[C@I[C@@H][C@@H]1C(=0)C(=C(C(=0)[C@]
e e L A
. = clcceee = =
119 | Tetroazolemydin A | o/ G111 CSIC@HIINC)[IC@@H]1 COC(=N1)ct ceecc1O 73 Yes
. CN1[C@H](CSIC@@H1[C@@H]1COC(=N1)clcceec1O)CNTC@@HI2CSSCIC@HI(C1=0)N(C2=
120 | Tetoazolemycin B | 5)c[c@H]1CSIC@HINTC)C@@H]1COC(=N1)ctcccectO r No
121 HMS1844K12 COc1ccee(cec1)cnoc(n1)CScinnc(n1cicec(cc1)OC)C 74 Yes
122 | Fo5o4 CCCIC@H]10C(=0)c2¢(C1)ccc(c20)c2¢(0)c3C(=0)CAC(0c3c(c2[C@@HI([C@H]10)0)0C)C=CC 75 v
- | (=C40)0C1CC(0)C(C(01)C)OC1CC(0)C(C(01)C)OC1CC(OC)C(C(01)C)O es
123 | IACeI3B-diydroxy- | oy o 0o 0 1)cc(c(c2C)C(=0)C)O 76 Yes

8-methyl-tetralone




Comp

Noa Name SMILES® Cluster No® | Rep
(R)-7-Acetyl-3,6-
dihydroxy-8-propyl-3,4- _ _
124 dinydronaphthalen- CCCc1c2C(=0)C[C@@H](Cc2cc(c1C(=0)C)0)0 76 No
1(2H)-one
125 | Gastrophenzine CCOC(=0)Nc1ccee2¢1CN(C)CC2c1cec(cct)Cl 77 Yes
126 | Telomestatin Ccloc2ncicioce(n)ctoce(n1)cloce(n1)cloce(c3nc(C4=NC(c5nc2¢(C)o5)CS4)co3)n1 78 Yes
127 | Xantholipin B COc1c(Cl)ccc2c10c1c30CO[C@HI4c3c(c(c1c2=0)0)c1c(C4)c(0)c2c(c10)c(=0)nH]c(c2)C 79 Yes
128 | Lysolipin g)(():[((ég)l-(i;]ﬂ N(C)C(=0)c2c([C@H]10)cc1¢(c20)c2c3C([C@H]10C)OCOc3c1c(c20)c(=0)c2c(01)c(O 80 Yes
129 | Xantholipin S((c);:;g)(gl)cchMoc1c3OCO[C@H]4c3c(c(c102=O) NIC@@]1([C@H](C4)C(=0)c2c(C1=0)c(=0)[nH] 81 Yes
2-Benzylthio-8-methyl-
130 | 7-phenylpyrano [2,3- 0=C1C(C)c20cnc2C2=C1CC=C(02)c1cccec1SCelcceeet 82 Yes
flbenzoxazol- 6(h)-one
131 | 5 1®seco-tankaddinol | o6=(1c=C/IC@HIICIC=CIC=CIC@HICIC@HIOC(=O)C(=CICREHITCIOICIONCIONC 83 Yes
2-Methoxy-4,5-
132 | diphenyl-6-(2'- COc1cc(c2cccec2)c(ce1ctec(CCe2eccecc2)ne(n1)clccece)ctcceeet 84 Yes
phenylethyl)pyrimidine
133 | SF2738 F COc1ce(nc2c1scc2)ciceeent 85 Yes
134 | SF2738D COc1ce(nc(c1SC)C#N)c1ceeen 86 Yes
(4-Methoxy-3-
methylsulfanyl-6-
135 oyridin-2-ylpyridin-2- COc1cc(nc(c1SC)CO)c1cceent 86 No
yl)methanol
136 | Acidomycin OC(=0)CCCCCC1SCC(=0)N1 87 Yes
7-[1-(Thiophene-5-yl)-
1-formamido]-3- _ (= - =
137 propylenyl-3-cepherm-4- C=CCC1=C(C(=0)O)N2C(SC1)[C@@H](C2=0)NC(=0)c1cccs1 88 Yes
carboxylic acid
138 | (+)-Blastmycinone CCCCI[C@H]1C(=0)O[C@H]([C@@H]10C(=0)C(C)C)C 89 Yes
139 | AgB 0=C(NC12CC3CC(C2)CC(C1)C3)NCc1cce(cct)N=C(N)N 90 Yes
140 | Phthoxazolin CIC(=C/C=C\C=C\Cc1ocnc1)/[C@H](C(C(=O)N)(C)C)O 91 No
141 | Inthomycin B C/C(=C/C=C/C=CICc1ocnc1)[C@@H](C(C(=O)N)(C)C)O 91 Yes
142 | Phthoxazolin B 0C(c1ocnc1)C=CC=CC=C(C(C(C(=0O)N)(C)C)O)C 91 No
143 | Antibiotic X 14885A ggg@@HMCCC2(O[C@@H]1Cc1och(n1)c(C(=O)O)c(cc3)O)CC[C@H](C(OZ)C(C(=O)C1ccc[nH]1) 9 Yes
144 | Cezomycin )CgC@@HHCCCZ(O[C@@H]1Cc1nc3c(o1)cccc3C( 0)0)O[C@@H](C(CC2C)C)C(C(=0)c1[nH]cce1 92 No
145 | Luteoride D COC(=0)C1=NOC2C(C1)(O)c1ccec(c1N2)/C=C/C(=C)C 93 Yes
146 | Lorneic acid | CCCC(c1cc(C)eect/C=CICCCC(=0)0)SSCC(C(=0)0)NC(=0)C 94 Yes
147 gﬁzoi:é?t;%l CC[C@@H](C(C)C)CCIC@H]([C@H]1CCIC@@HI2[C@]1(C)CC[C@H]1[C@@]2(C)CC=C2[C@]1(C 95 No
b ; )JCCC(C2)OC(=0)/C=Clc1cce(c(c1)0C)0)C
eptadecoicate
148 | UK2A SC(():<131ccnc(c1O)C(=O)N[C@H]1COC(=O)[C@@H]([C@H]([C@@H](OC1=O)C)OC(=O)C(C)C)Cc1cc 95 No
149 | Antimycin A3a CCCCC1C(=0)OCC(C(=0)0C(C10C(=0)C(CC)C)C)NC(=0)c1ccec(c10)NC=0 95 No
150 | Antimycin A8a 0=CNc1ceee(c10)C(=0)NC1COC(=0)C(C(C(OC1=0)C)OC(=0)C(CC)C)CCC(C)C 95 No
151 | Uk2eD CCC(C(=0)0C1C(C)OC(=0)C(COC(=0)C1Cc1cceect)NC(=0)c1ncee(c10)OC)C.COc1cenc(c10)C( 95 Yes
' =0)NC1COC(=0)C(C(C(0C1=0)C)OC(=0)CC(C)C)Cc1cceect
44-(3-
152 | hydroxypropane-1,1- 0OCCC(c1cec(cc1)O)cteee(cet)O 96 Yes
diyl)diphenol
153 | Diolmycin B1 OC(C(Cc1cee(cc1)0)0)Ceiteec(cec1)O 97 Yes
154 | Diolmycin A1 Oc1cec(cc1)CC(C(CetenH]c2c1ccec2)0)0 97 No




Comp

Noa Name SMILES® Cluster No® | Rep
155 | Epocarbazolin B CCC(CCC1(C)0C1c1c(C)e(O)cc2e[nH]e1c2¢(CO)ccc10)C 98 Yes
156 | Epocarbazolin A 0OCc1cce(c2c1c1ec(O)e(c(c1[nH]2)C10C1(C)CCC(C)C)C)0 98 No
157 | Ketoconazole Cletcece(c(c1)CHC@]1(OCIC@@H](01)COc1cce(cc1)N1CCN(CC1)C(=0)C)Cn1cneet 99 Yes
158 | Asenjonamide A CCCC/C=C(/C(=0)C(C(=0)NCCO)C)\C 100 Yes
N-(2-
159 | Hydroxyethyl)dodecana | CCCCCCCCCCCC(=O)NCCO 101 Yes
mide
Avermectin B1a 4"- _ _ _
160 beta-D-glucoside 0=C(CC=C(C)C)NCCCCCNC(=0)C 102 Yes
N1-Acetyl-N7-4"-
161 | methyl-pentoyl CC(CCC(=0O)NCCCCCNC(=0)C)C 102 No
cadaverine
N1-Acetyl-N7-
162 | phenylacetyl 0=C(Cc1ccccc1)NCCCCCNC(=0)C 102 No
cadaverine
163 | NSC33451 Cle1ecec2¢1C(=0)/C(=C\1/Nc3c(C1=0)c(Cl)ccc3)/N2 103 Yes
. o CCC(C(=0)CC/C/1=CIC(C)CIC(=CIC(C)C(O)C(C)CCC(OC(=0)CC(CC(=0)0C1)C(=0)0)CcCCC/C=C
164 | Actinoplanicacid A | )6 606(0C(=0)CC(C(=0)0)CC(=0)0)C)CHCICCIC(=0)0)C 104 | Yes
. o OCC(C(=0)CCIC/1=CIC(C)CIC(=CIC(C)C(O)C(C)CCC(OC(=0)CC(CC(=0)0C1)C(=0)0)CCCC/C=C
165 | Actinoplanicacd C | 0606(0C(=0)CC(C(=0)0)CC(=0)0)C)C)IC)CC(C(=0)0)C 104 ] Mo
. o CCC(C(=0)CC/C(=CIC(CIC(=CIC(C(C(CCC(OC(=0)CC(C(=0)0)CC(=0)0)CCCC/C=C/C(CCC(CC(
166 | Actinoplanic acid B C(=0)0)CC(=0)0)C)C)C)O)C)/C)C)ICICC(C(=0)0)C 104 No
. Co OC/C(=C\C(C/C(=CIC(C(C(CCC(OC(=0)CC(C(=0)0)CC(=0)0)CCCC/C=CIC(CCC(OC(=0)CC(C(=
167 | Actinoplanicacid D | 5,5 0020)0)C)C)C)0)C)/C)C)/CCC(=0)C(CC(C(=0)0)C)CO 104 No
168 | RK-270B O[C@@H](C(O)(C)C)Cc1cce2e(c1)NC(=0)C2=C(C)C 105 Yes
169 | RK-270C NC(=0)/C(=C/Cc1ccc2ce(c1)NC(=0)C2=C(C)C)/C 105 No
) CCCCCCCCCCCC/C=CIC(C(=0)NC(C(/C=CICCIC=C(/CCCCCCCCC)\C)O)CO[C@@H]10[C@H](C
170 | Cerebroside A 0)[C@H|(C@@HI(C@H]10)0)0)0 106 Yes
A CCCCCCCCCCCCCCCCCC(=0)oCIC@@H](OC(=0)CCC/C=C\C/C=C\C/C=C\C/C=C\CCCCC)CO
171 Phosphatidylinositol P(=0)(0C1[C@H]|(0)[C@H](O)C(C@@HI(C@H]10)0)0)0 106 No
170 | 2Hepyl3-hydroxy-4- 1 0000 e et HIc2e0ccc26(=0)010 107 Yes
quinolone
173 | Benzastatin K CC(=CCCC1=CCc2¢(NC1)cee(c2)C(=0)0)C 108 No
174 | Methylbenzastatin K CC(=C(CCC1=CCc2c(NC1)ccc(c2)C(=0)0)C)C 108 Yes
42
175 | Hydroxybenzoyl)amino] | O=C(c1ccccc1O)Ne1cee(ce1)C(=0)0 108 No
benzoic acid
176 | Violaceol Il Cc1ec(0)c(c(c1)0)Oc1cc(C)ec(c10)0 109 Yes
177 | Violaceol | Cc1ee(Oc2cec(C)ec(c20)0)e(c(c1)0)0 109 No
Pentacyclo[19.3.1.1(3,7
)-1(9,13).1(15,19)]octac
osa-
1(25),3,5,7(28),9,11,13(
178 27),15,17,19(26),21,23- | CC(c1cc2Ce3cc(ce(c30)Ce3cc(ce(Cede(c(Ce(c1)c20)cc(c4)C(C)(C)C)0)e30)C(C)(C)C)C(C)(C)C)(C) 10 Yes
dodecaene- C
25,26,27,28-
tetrol,5,11,17,23-
tetrakis(1,1-
dimethylethyl)
179 | Diorcinol Cc1ce(Oc2cec(C)ec(c2)O)ec(c1)0 111 Yes
180 | Austramide Cc1ee(Oc2cec(C)e(c(c2)0)C(=0)N)ce(c1)0 111 No
M-Bis(M-
181 | phenoxyphenoxy)benz | clcce(cct)Occeee(c1)Octceee(c1)Ociceee(c1)Octceeeet 112 Yes
ene
9,11-Diamino-3-{[(4-
182 | bromophenyhmethyllsu | oy g oo =[N+(c3c26(n1)o(N)e(c3N)CI)C)SCet ceo(cc)Br 13 No

Ifanyl}-10-chloro-6-
(methoxymethyl)-2-




Comp

Noa Name SMILES® Cluster No¢ | Repd
methyl-2,7-
diazatricyclo[6.3.1.04,"]
dodeca-
1(11),2,4,6,8(12),9-
hexaen-2-ium
9,11-Diamino-10-
chloro-3-(ethylsulfanyl)-
6-(methoxymethyl)-2-
1g3 | metyi-2.7- COCE1cc2C(=[N+|(c3c2¢(n)c(N)c(c3N)CI)C)SCC 13 Yes
diazatricyclo[6.3.1.04,"%]
dodeca-
1(11),2,4,6,8(12),9-
hexaen-2-ium
9,11-Diamino-10-
chloro-3-[(2-
acetamidoethyl)sulfanyl
]-6-(methoxymethyl)-2-
184 | methyl-2,7- COCc1cc2C(=[N+](c3c2c(n1)c(N)c(c3N)CI)C)SCCNC(=0)C 113 No
diazatricyclo[6.3.1.04,"]
dodeca-
1(11),2,4,6,8(12),9-
hexaen-2-ium
185 | Sulfotanone CC(CCccccceeeccceeceee(=0)C@@H](Cs(=0)(=0)0)0)C 114 Yes
186 | FR900452 CSCI[C@@H]1N/C(=C\2/CC=CC2=0)/[C@@H](NC1=0)[C@H]([C@@H]1C(=0)N(c2c1cccc2)C)C 115 Yes
187 | FR 900452 CSC[C@@H]1N/C(=C/2\CC=CC2=0)/C(NC1=0)[C@H](C1C(=0)N(c2c1cccc2)C)C 115 No
188 | Deoxypyoluteorin Oc1ccecc1C(=0)c1[nH]c(c(c1)CI)Cl 116 Yes
189 | Panobinostat ONC(=0)/C=Clc1ccc(cc1)CNCCe1c(C)nH]c2¢1ceec? 17 Yes
190 | Belinostat ONC(=0)/C=Clc1ccee(c1)S(=0)(=0)Nc1cceect 118 Yes
191 | Antibiotic S 632-C CC(C(=0)CC1CC(CC(=0O)N)CC(=0)01)/C=C(/C=CIC)\C 119 Yes
: CCIC@N(C)CIC@@H](OC(=0)CSc2n[nH]c(n2)N)[C@]2(C)CCIC@H)([C@@IB(C@HI(C@@H]10)
192 | Azalomycin C)IC@HI2C(=0)CCa)C 120 Yes
193 | Bagrelactone A 0=C10c2ccc(cc2)[C@@H](CNc2cc1cec20)0 121 Yes
194 | Boshramycinone A Cc1ccc2=C(0)C3C(C=c2c1)C(=0)c1c(C3=0)c(O)ccct 122 Yes
195 | Boshramycinone B Cc1cecc2=C(0)C3C(C=c2c1)C(=0)c1c(C3=0)cccc10 122 No
196 | WS9761A Oc1cc(C)e2c(c1)C(C)(O)c1c(C2=0)c(O)c(cc1)C 122 No
197 |WS9761B OCc1cec2ce(c10)C(=0)c1c(C2(C)0)cc(cc1C)O 122 No
rel-6R,7R,10R-7,10-
198 | EPOXY-37.11- 0C/C=C(ICCIC@HI(C@@](C)CCIC@@HIO1)C(0)(C)C)0)C 123 No
trimethyldodec-2- ene-
1,6,11-triol
199 | Heronapyrrole D CIC(=C\Cc1c[nH]c(c1)N(=0)=0)/CC[C@@H]([C@@]1(C)CCI[C@@H](O1)C(O)(C)C)O 123 Yes
200 | Glyciapyrrole A CIC(=C/C(=0)c1ccc[nH]1)/C=C/[C@@H]([C@@]1(C)CC[C@@H](01)C(O)(C)C)O 123 No
201 | SCHEMBL13815014 | C/C(=C/C(=0)c1ccc[nH]1)/C=C/C10C1(C)CCC=C(C)C 124 Yes
rel-6R,7R,10R-6,10-
200 | EPoxy3 0C/C=C(/CCIC@HITOIC@HICCIC@EN (CIOIC(O)CIONC 125 Yes
trimethyldodec-2-ene-
1,7,11-triol
(5S,6E,9E,135,14R)-5-
Hydroxy-5,9,13,14-
203 | tetramethyl-1- 0=C1CCC(C)(0)C=CC(=0)C(=CCCC(C(01)C)C)C 126 No
oxacyclotetradeca-6,9-
diene-2,8-dione
7-O-Demethoxy-7- _ _ B A~
204 oxoalbocycline C[C@H]1CC/C=C(\C)/C(=0)/C=C/[C@@](/C=CIC(=0)0C1)(C)O 126 No
Albocycline, 2,3- . _ -
205 CO[C@H]1/C=C\[C@@)](C)(0)CCC(=0)O[C@@H]([C@H](CC/C=C\M/C)C)C 126 No

dihydro-




Comp

Noa Name SMILES® Cluster No® | Rep
206 | Albocyclin CO[C@H]1/C=C/[C@@)](C)(0)/C=CIC(=0)0[C@@H](C@H](CCIC=CI\C)C)C 126 Yes
207 | Diosgenone g[é:z)@c()@CHhCC[C@@]Z(OC1)OC1 C(C@@HI2C)[C@@]2(C(C1)C1CCC3=CC(=0)C=ClC@@]3(CT 27 Ves
208 | CHEBI:65482 C/C(=C\Cn1c2cc(cce2[nH]c2¢1cc(cc2C(=0)0)C(=0)c1cceec1)C(=0)c1cccee1)/CCC=C(C)C 128 Yes
209 | PI201 CCIC@H](CIC@H]1C(=CC2C([C@@H]1C(=0)0C)CCCC2)C)0 129 Yes
210 | Homonactic acid CCC(CCI1CCC(01)C(C(=0)0C)C)0 129 No
methyl ester
211 | Hydroxyvalerenic acid | C[C@@H]1CC{C@H](C2=C(C[C@H](C@H]12)0)C)/C=C(/IC(=0)O)\C 130 Yes
212 | Limazepine G CIC=CIC1=CN2[C@@H](C1)C(=0)Nc1c(C2=0)ccc(c10)C 131 Yes
2-Acetylamino-3-
hydroxyl-4-methyl- _ _
213 benzoic acid methyl COC(=0O)c1cece(c(cINC(=0)C)0)C 132 Yes
ester
214 | Geranylpyrrol A COC(=0)ct [nH]co(cINC(=0)C)C/C=C(/CCC=C(C)C)\C 133 Yes
215 | yaronopsancen | C00 0@ CBIOICSCIC@HICFOIONCFOCTOBEHIOICBBHACEITNCE | 13y | o
216 | Cyslabdan 82%/23(5)%/%0@?']1 [C@@](0)(CSCIC@@H](C(=0)ONC(=0)C)[C@@H](O)C[C@@H]I2[C@]1(C)C 134 Yes
217 | 17Hydroxylcyslabdan | C=C/C(=CICIC@HIIC@](0)(C(SCIC@HICFO)OINC(=0)C)O)IC@@HIOICIC@@HRICT(CICC | 5, \
A CC2(C)C)/C °
218 | Cyslabdon B C=C/C(=C/CIC@HITIC@@I0)CSCIC@@HIIC(-0ONC=0)CIC@@HIOICICR@HIZICEITOC | 135 | o
CCC2(C)CO)C
219 | JBIR-77 COC1c2coc(c2C(=0)c2c1cc(0)c(c20)0C)C 135 No
220 |lQA COc1¢(0)cc2c(c10)C(=0)c1c(C2=0)c[nH]c1C 135 No
21 LS:f(‘;”a“O”aphth°q“‘”° COc1cc2C(=0)c3c0c(c3C(=0)c2¢(c10)0)C 135 No
22 | SOraNONGNIORUING. | G616(0C)cc2c(e10)C(=0)ete(C2=O)coc1C 135 | No
223 | SoRranonaphinoquino | Go.16(0)c(0)e2e(e10)C(=0)ete(C2=0)e(oct)C 135 | No
204 | SORMANONGPNIOGUIN. | 0-1coc0c(c2C(=0)c2cce(O)e(c20)0)C 135 No
225 | SORMENONGPNINOGUING. | G6c16(0)cc2e(c10)C(=0)e1c(C2=0)coc1C 135 Yes
226 Lsg‘;]ra”O”aphth°q“i”° COc1¢(0)c2¢(c(c10)0)C(=0)e1¢(C2=0)e(Cloct 135 No
227 | BosyeodnS-metfl | Goc10c(0C)c2e(e10)C(=0)ete(C2=O)enc(e)C 136 | Yes
228 | Naphthgeranine A COc1c(0C)e2c(c1)C(=0)C1=C(C2=0)0C(C2C1C=C(C)CC2)(C)C 136 No
229 | Hybrubin B CIC=CHINC(=0)C(C1=0)/C=Cc1[nH]e(cc10C)et [nH]cce ! 137 Yes
230 | BRN 0400664 CCC(=0)NCCeic[nH]c2ct cooe? 138 Yes
231 | WS 30581B CCCCc1nec(o1)ctc[nH]c2c1ccec2 138 No
232 | Vnezueline F CC(=0)Nc1cc(COCc2ccc(c(c2)NC(=0)C)O)ccc10 139 Yes
. CCCCCIC@@H]C(=ONIC@I23[C@HI[C@]1(C)C(=0)[C@@H|(OC)CCCIC(=CIA\[C@@]1(C2)cTc
233 | Neoansamycin B (C3=0)cec(c104)0)iCC 140 Yes
. CCCCIC@@HI1C(=0)N[C@]23[C@HI1[C@J! (C)C(=0)[C@@HI(OC)CCCIC(=CAC@@]1(C2)cTc(
234 | Neoansamycin C C3=0)cco(c104)0)/CC 140 No
235 | Neoansamyein A gg)((J:%C[C@Hh/C=C(\C)/C(=O)[C@@H](OC)CCC[C@H](C(=O)c2c3C(=O)C=C(NC1=O)C(=O)c3ccc 0 o
236 | Lugdunomycin COctcccc2e [C@H](0)[C@]13[C@)(C@HI20c2cc(C)ecdc2ee(O)eed)(CIC@H(C1)0)C(=0)NC3=0 141 Yes
237 | T22-azaphilone C/C=CIC=CIC1=CC2=CC(=0)[CA@](C(=0)C2=C01)(C)OC(=0)CICA@HI(0)C 142 Yes
238 | Galbonolide F CCIC@@H]10C(=0)[C@H](C)C(=0)c2c0c(c2)C[C@H](CC(=C)/C=C\/C)C 143 Yes
239 | Lomneic acid K CCCC(c1cc(C)ece1/C=C/CCCC(=0)0)0 144 Yes
240 | Lorneic acid E CC/C=Clc1cc(C)eec1/C=C/CC(CC(=0)0)0 144 No
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Noa Name SMILES® Cluster No® | Rep
241 | Ammosamide G Cletcec(cc1)N=c1n(C)c2c3c1cc(nc3c(c(c2N)CIN)C(=0)N 145 Yes
242 | Cryptolepinone 0=c1c2ccece2n(c2¢1[nH]c1c2ccec1)C 146 Yes
3-((2E,4E,6E,8E)-13-
Hydroxytetradeca-
243 24,68 CC(CCC/C=C/C=CIC=CIC=C/C(=O)NCCC(=0)0)0 147 Yes
tetraenamido)propanoic
acid
1,19-bis(3-
Hydroxyazetidin-1-
244 | yl)nonadeca-5,14- OC1CN(C1)C(=0)CCCC=CCC(=0)CCCC(=0)CC=CCCCC(=O)N1CC(C1)0 148 Yes
diene-1,8,12,19-
tetraone
245 | Epicatechin Oc1cc20[C@H](c3cce(c(c3)0)0)[C@@H](Cc2c(c1)0)0 149 No
246 | Catechin Oc1cc20[C@H](c3cce(c(c3)0)0)[C@H](Cc2c(c1)0)0 149 No
247 | Luteolin Oc1cc(O)c2c¢(c1)oc(cc2=0)c1cee(c(c1)0)O 149 No
248 | BE 14348B Oc1cee(ce1)[C@H]10c2¢c(0)ec(c2C(=0)[C@H]1C)0 149 No
249 | Naringenin Oc1ccc(cct)[C@@H]1CC(=0)c2¢(01)cc(cc20)0 149 No
250 | Chalconaringenin Oc1cce(cc1)/C=C/C(=0)c1c(0)ce(cc10)0 149 No
347 -
251 Trinydroxyisoflavone Oc1cec2c(c)oce(c2=0)c1cec(c(c1)0)0 149 No
252 | Gliricidin COc1c(O)cc(cc10)c1coc2e(c1=0)cee(c2)0 149 No
g53 | ST AHtrnydroxy-3- g o oc10)1c0c26(c1=0)6(0)ce(c2)0 149 No
methoxyisoflavone
o54 | O:73-trihydroxy-4* COc1cee(ce10)ctcoc2ce(c1=0)c(0)ec(c2)0 149 No
methoxyisoflavone
255 | Orobol Oc1cc(O)c2¢(c1)oce(c2=0)c1cce(c(c1)0)0 149 Yes
0C(=0)COc1cce(ce1)CIC@@H](C(=0)N[C@@H]1C(O)Cc2c1ccec2)CIC@@H]([C@H](Cetcceeet)
256 | L 694746 NC(=0)0C(C)(C)C)O 150 Yes
g57 | 1.3-Diphenyl-4H-124- 1 o ¢ nc([nH]n1c1cccee)elcceeet 151 Yes
triazoline-5-thione
258 | Dinotefuran CC(Oc1cceen1)COc1ece(ce1)Octceccce1.CN=C(N[N+](=O)[O-)NCC1COCCH1 152 Yes
259 | CHEBI:70277 CI/C(=C\CC[C@@]1(C)O[C@@H]1Cc1c[nH]c(c1)N(=0)=0)/CCC=C(C)C 153 Yes
260 | CHEBI:70279 C/C(=C\C/C=C(/[C@@H](Cc1c[nH]c(c1)N(=0)=0)0)\C)/CCC=C(C)C 153 No
1R)-9-Hydroxy-1-
methyl-
261 | 1H,3H,4H,5H,10H- C[C@H]10CCC2=C1C(=0)c1c(C2=0)cccc10 154 No
naphtho[2,3-c]pyran-
5,10-dione
262 | Utahmycin A Cc1nc(C)c2c(c1)C(=0)c1¢(C2=0)c(O)cce1.COC(c1coc(c1)C(=0)0C)0 154 Yes
263 | Bhimamycin A Cc1oc(c2¢1C(=0)c1c(C2=0)ccecc10)C(0)C 154 No
264 | Bhimamycin | Oc1ccec2¢1C(=0)c1c(C2=0)c2n(c1C)CCOC2C 154 No
265 | Antibiotic A 121 COC(C(C(=0)CC1(C)C=COC1(C)C(C=C)(C)C)O)C(0)C 155 Yes
266 | Venezueline D OCOCNc1cc2Ne3cec(CO)eeec30c2cc10COCO 156 Yes
267 | Jomthonic acid D C/C=C(/C=CIC(=0)NC(C(c1ccccc1)C)C(=0)OC(C(C(=0)NC(C(=0)0)CCC(=O)N)C)C)\C 157 Yes
268 | Jomthonic acid E 0OC/C=C(/C=CI/C(=0)NC(C(c1ccccc1)C)C(=0)OC(C(C(=0)0)C)C)\C 158 No
269 | Jomthonic acid A CI/C=C(/C=CIC(=O)N[C@@H]([C@@H](c1ccccc1)C)C(=0)O[C@@H]([C@H](C(=0)O)C)C)\C 158 Yes
270 | Jomthonic acid B C/C=C/C=C/C(=O)N[C@@H]([C@@H](c1cccec1)C)C(=0)O[C@@H]([C@H](C(=0)O)C)C 158 No
271 | Jomthonic acid C C/C=C(/C=CIC(=O)N[C@@H]([C@@H](c1ccccc1)C)C(=0)O[C@@H](CC(=0)0)C)\C 158 No
2,5-bis(5-tert-Butyl-2-
272 benzoxazolyl)thiophene CC(c1cce2e(ct)nc(02)ctcec(s1)c1nc2e(o1)cee(c2)C(C)(C)C)(C)C 159 Yes
273 | Anandin A OCCN1C(=0)C=C2C1=CC[C@]1([C@H]2CC[C@@H][C@@H](/C=C/[C@@H](C(C)C)C)C)C 160 Yes




Comp

Noa Name SMILES® Cluster No® | Rep
274 | Anandin B OCCN1C(=0)C=C2[C@]1(O)CCIC@]1([C@H]2CCIC@@H]1[C@@H](/C=C/[C@@H](C(C)C)C)C)C 160 No
275 | Griseorhodin F COC(=0)CCc1cc2cc(C)oc(=0)c2¢(c10)0 161 Yes
4-
Benzoxazolecarboxylic _
276 acid, 5-hydroxy-2-(2- Oc1cceecictoc2e(n)c(C(=0)0)c(cc2)O 161 No
hydroxyphenyl)-
i N 0=C10CC(=C1)C1CCC2(C1(C)C(0)CC1C2C(0)CC2C1(C)CCC(C2)0C1CC(O)C(C(01)C)OC1CC(C
277 | Tbeta-Hydroxydigoxin JC(C(C1)0)0CICC(C)C(C(C1)0)0)0 162 Yes
978 | Cogoxin 0=C10CC(=C1)C1CCC2(C1(C)C(0O)CC1C2CCC2C1(C)CCC(C2)0C1CC(O)C(C(O1)C)OC1CC(0)C( 162 No
9 C(O1)C)OC1CC(0)C(C(01)C)0)0
0=C10CC(=C1)[C@H]1CCC2([C@]1(C)CCC1C2[C@@H](O)CC2[C@]1(C)CCI[C@@H](C2)0[C@H
279 | 7-Hydroxydigitoxin J1O[C@H](C)[C@H]([C@H](C1)O[C@@H]1C[C@H](O)[C@@H](IC@H](01)C)O)0[C@@H]1CIC@ 163 Yes
H(O)[C@@H](C@H](01)C)0)0
280 | ULDF4 E)C1 CCC(OC1C)0C1CC(0)C2=C(C10)Cc1c(C2=0)c(0)c2c3c10COC3Cc1c2c(0)c2c(c1)CC1(N(C2 164 Yes
=0)CCO1)C
281 | Cuevaene A COIC(=C\C(=C\C1CCCC2C1c1cc(O)cecc102)\C)/C=C/C(=0)0 165 No
282 | Cuevaene C COIC(=C/C(=C/C1CCCc2c1c1cc(O)ccc102)/C)/C=CI/C(=0)0 165 Yes
283 | Cuevaene D C/C(=C\C1CCCc2c1c1cc(O)ccc102)/C=C(/C=C/C(=O)N)\OC 165 No
284 | Jietacin D CCI[C@@H](CCCCCC(=0)CCCCCCCNIN+](=0)C=C)C 166 Yes
285 | Jietacin C CCCCCCCCC(=0)CCCCCCCNIN+|(=0)C=C 166 No
286 | JBIR-133 0C(=0)CCc1nc(cc2c1[nH]c1c2ccec1)C(=0)0 167 Yes
287 | Oxopropaline G 0OCCC(=0)c1nce(c2c1[nH]c1c2ccec)C 167 No
288 i.ﬂﬁ‘.’éiﬁ‘.ﬁ?”“ 2 | CCCCCCCCCCCCCCCC(=0)0CC(OC(=0)CCCCCCCCCCCCCCC)CO 168 Yes
N-(1-(2,2-Dimethyl- 5-
undecyl-1,3-dioxolan-4-
289 | yl)-2- CCCCCCCCCCCCCCCCCC(=0)NC(C10c(0c1cceeeeccececec)c)c)co 168 No
hydroxyethyl)stearamid
e
Hexadecanoic acid, 2-
gg0 | fvaroxy-1- CCCCCCCCCCCCCCCC(=0)0C(CO)CO 169 No
(hydroxymethyl) ethyl
ester
291 | Glycerol Linoleate CCCCC/C=C\C/C=C\CCCCCCCC(=0)OC[C@H](CO)0 169 No
292 | 1-Monolinolein CCCCC/C=C\C/C=C\CCCCCCCC(=0)0CC(CO)O 169 No
Hexadecanoic acid,
293 | 2,3-dihydroxypropy! CCCceeecececceececc(=0)occe(co)o 169 Yes
ester
294 | Aggreceride C 0OCC(COC(=0)ccceeeceeeeeccecc(cye)o 169 No
295 | Aggreceride A CC[C@@H](CCCCCCCeeee(=0)oCciC@@H](co)o)C 169 No
296 | Pyridinopyrone A COc1cc(/C=C/C=C/C(=C/C=Clc2cccnc2)/C)oc(=0)ct 170 Yes
297 | Zoumbericin B COc1cc(Ce2ccee(c2)0)oc(=0)ct 170 No
298 | Gombapyrone A C=CC(c1cc(C)eccc1C=CC=CC(=CCc1oc(=0)c(c(c1C)OC)C)C)O 171 No
299 | Gombapyrone B C=CCc1cc(C)ccc1C=CC=CC(=CCc1oc(=0)c(c(c1C)O)C)C 171 No
300 | Gombapyrone C C=CCc1cc(C)ecec1C=CC=CC=CCcloc(=0)c(c(c1C)OC)C 171 No
301 | Gombapyrone D C=CCc1cc(C)eccc1C=CC=CC(=CCcloc(=0)c(c(c1C)OC)C)C 171 Yes
CCIC@@H]([C@H]([C@H]10[C@@H]1C[C@@H](/C=C/C=C(/[C@H]10C(=0)C[C@H](O)CC[C@@
302 | Pladienolide analog 10 | J([C@H](/C=C/[C@@H]1C)OC(=O)NCCCC[C@@H](C(=O)N(CCN(C(=0)CCCC[C@H]1SC[C@@H] 172 Yes
2[C@H]INC(=0)N2)C)C)NC(=0)c1cee(cc)C1(N=N1)C(F)(F)F)(C)0)\C)C)C)O
303 | Lavendiol CC(C(=0)/C=C/C=CIC=CIC)[C@H](CCO)O 173 Yes
304 | LMA-P3 CCCCCCCCC(CC(C(C(=0)0C)0)0)0 173 No
305 | 3:{(1H-Indol-3- Octeec(cc)CC1(0)C(=0)NC(C(=O)N1C)CetcfnH]c2cTccce 174 No

yl)methyl)-6-(4-
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hydroxybenzyl)-6-
hydroxy-1-
methylpiperazine-2,5-
dione
306 | p-Thaxtomin A Oc1ccee(c1)CC1(0)C(=0)N(C)C(C(=0)N1C)Cc1c[nH]c2c1ccec? 174 No
6-((1H-Indol-3-
yl)methyl)-3-(4-
307 Eig;ggf’ﬁ”zy')'& Octcee(ce!)CCA(OINC(=0)CIN(C1=0)C)CelelnH]c2¢Tocce2 174 No
methylpiperazine-2,5-
dione
3,6-bis(1H-Indol-3-
308 | yimethyl)piperazine- 0=C1NC(Cc2c[nH]c3c2ccee3)C(=0)NC1CclcnH]c2¢1ceec? 174 No
2,5-dione
309 | Cyclo-I-Trp-I-Tyr Oc1cce(cct)CIC@@H]INC(=0)[C@@H](NC1=0)Cc1cnH]c2c1ccec2 174 Yes
- COC(=0)[C@@H]1[C@H](O)[C@H](C)C(O)[C@H](C)/C=C\C=C(/C)\C(=0)NC2=C(C(=c3c4=C(/C(=
N0 |Srevovaren® | oc@alc@@H)(ce@H)(C@HII0\CI0)CI0)C)0C00AcC)e(c3C2=0)0)0C(=0)C)C A
311 ﬁ'y%:g’;y‘;;énazme Bretcec2c(c1=0)ncto(jnH]2)coeet 176 No
312 | Phenazine 2 CC(=CCn1c2cccec2nc2cicec(c2=0)Br)C 176 Yes
313 | Phenazine 1 CC1=C(CCC(C1)(C)C)Cn1c2cceceec2nc2ctcec(c2=0)Br 176 No
314 | WS 9659 B CC1=C(CCC(C1)(C)C)Cn1c2cceec2nc2ecee(c2=0)Cl 176 No
315 | JBIR-47 CC(=CCc1ccc(c2ctnctc(=0)cee(c1[nH]2)CC=C(C)C)0)C 177 Yes
316 | (+)-Sydowic acid Oc1cc(cec1[C@@]1(C)CCCC(01)(C)C)C(=0)0 178 Yes
317 | Olivetolic acid CCCCCc1cc(O)ec(c1C(=0)0)0 179 No
318 | Sorbicillin C/C=C/C=C/C(=0)c1cc(C)c(c(c10)C)O 179 No
319 | Chrysin Oc1cc(O)c2¢(c1)oc(cc2=0)c1cceect 179 Yes
320 | (2S)-Pinocembrin Oc1cc20[C@@H](CC(=0)c2c(c1)O)c1eccect 179 No
321 | Salaceyin A CC(CCCCCCCCclceec(c1C(=0)0)0)C 180 Yes
322 | Pyrrolostatin C/C(=C\Cc1c[nH]c(c1)C(=0)0)/ICCC=C(C)C 180 No
. . 0OC(=0)CCC1N(C)C(=0)/C(=C(\C=C\C=C\C=C\C=C\C(=C\C(C(C(C)C)O[C@H]2C[C@H](0)[C@@H]
323 | alpha-Lipomycin ([C@H](02)C)0)C)\C)/0)/C1=0 181 Yes
324 | Oleficin 0C(=0)CCC1C(=0)/C(=C(\C=C\C=C\C=C\C=C\C=C\C(=C\C(C(C(C)C)O[C@@H]2C[C@H](O)[C@ 181 No
@H](IC@H](02)C)0)C)\C)/0)/C(=O)N1C
325 | Tiancilactone G ?;%gg;]& [g%H](C)[C@@H](OC)CCZ[C@]1 (C)cCCC@2(C)CCC@@H](C@@]1(C)OC(=0)c 182 Yes
. 0/C=C(/[C@H]1[C@H](C)[C@@H](OC)CC2[C@]1(C)CCCIC@]2(C)CCIC@@HI([C@@]1(C)OC(=
326 | Tiancilactone F 0)e1ce(CleccINC)O)C=0 182 No
_ CNc1cee(cc1C(=0)0C[C@]1(C)[C@@H](O)CCIC@]2(C1CC[C@]1(C2CC(=0)[C@H]([C@@H]1C1=
327 | Tiancilactone J C(0)C(=0)0C10)C)C)C)CI 183 Yes
. CO[C@H]1CC2[C@@)]3(C)CCC([C@@](C3CCIC@@]2([C@H]([C@@H]1C)C1=C(O)C(=0)0C10)C
328 | Tiancilactone C )(C)CO)OC(=0)ccc(CljcecING 183 No
. CO[C@H]1CC2[C@@]3(C)CCC@@H](C@@I(C3CCIC@R@I2(C@H]([C@@H]1C)C1=C(0)C(=0)
329 | Tiancilactone A 0C10)C)(CICOC(=0)ctce(ClicceINC)O 18 | Mo
S COC1CC2[C@@]3(C)CCIC@@H]([C@@](C3CCIC@@I2([C@H](IC@@H]1C)C1=C(0)C(=0)0C10
330 | Tiancilactone K C)(C)COC(=0)cice(Cl)cccINC)0 183 No
o CNc1eee(cc1C(=0)0C[C@]1(C)[C@@H](O)CCIC@]2(C1CCIC@]1(C2C[C@@H]([C@H]([C@@H]1
331 | Tiancilactone | C1=C(0)C(=0)0C10)C)0)C)C)CI 183 No
) CN[C@H]1[C@@H](O)CI[C@@H](O[C@@H]1C)O[C@H]1C/C=C(\C)/C[C@](C)(O)[C@H](C)/C=C/C
332 | Sannastatin CIC@@H](CNC(=0)/C=CIC=C/[C@@H]IC)C 184 Yes
_— CN[C@H]1[C@@H](O)CI[C@@H](O[C@@H]1C)0[C@H]1C/C=C(\C)/C/C(=C/C=C/CC[C@@H](CN
333 | Vicenistatin C(=0)IC=CIC=C/[C@@H]1C)C)/C 184 No
334 | Cytochalasin J CC1CC=CC2C(0)C(=C)C(C3C2(C(C=CC(C1)(C)0)0)C(=0)NC3Cc1ccceet)C 185 Yes
. CC(=0)0[C@@H]1/C=C/[C@@)](C)(O)C[C@H](C/C=C/[C@@H]2C31C(=O)N[C@H]([C@@H]3[C@
335 | Cytochalasin H HJ(C)C(=C)[C@HI20)Ceccocct)C 185 No
336 | Maremycin G CSCc1nc2C3=C(CCC3=0)C3([C@@H](c2[nH]c1=0)C)C(=0)N(c1c3ccec)C 186 Yes
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337 | SRB-1 CC(CC(=0)CCCCIC@H](C1=C(C)C(OC1=0)0)0)C 187 Yes
338 | SRB-2 CCC(CC(=0)CCCCIC@H](C1=C(C)C(0C1=0)0)0)C 187 No
339 | Bagremycin F COC(=0)[C@H](NC(=0)C)CSc1c(cce(cIN)O)C(=0)Oc1cce(cc1)C=C 188 Yes
340 | Bagremycin C C=Cc1ccc(cc1)OC(=0)c1eee(c(c1SCIC@H](C(=0)O)NC(=0)C)N)O 188 No
. . CCI[C@H]1/C=C\[C@H](OC(=0)/C(=C/CC(=0)Nc2c30[C@@]4(CC1)CC(=0)[C@H]([C@H](O4)c3cc
341 Divergolide A (c2)0)C)/C)[C@H](C=C(C)C)O 189 Yes
342 | Mohangic acid C 8)CC()=(g)))CC)[Cc:)%l-ic])(/OC=C/C=C/C=C/[C@H]([C@H]([C@@H](C[C@H]([C@@H](CC(=O)C1 cec(cc1)NC(= 190 No
Co OC(=0)C[C@H](/C=C/C=C/C=C/[C@H]([C@H]([C@@H](CIC@H]([C@@H](C[C@H](c1ccc(ccT)NC(
343 | Mohangic acid D =0)C)0)0)CICI0)C)0 190 No
(2E)-17-(4-
Aminophenyl)-3,11,15-
344 g:m/:t;]oy)ﬁl1';i;l§’_14' 0C(=0)CC(/C=C/C=C/C=CIC(C(C(CC(C(CC(=0)c1ccc(cct)N)O)C)C)O)C)O 190 Yes
heptadeca-4,6,8-
trienoic acid
345 | Mohangic acid A 8)CC()=(§))EC)[CC))@H](/C=C/C=C/C=C/[C@H]([C@H]([C@@H](C[C@H]([C@@H](CC(=O)c1ccc(cc1)N)O) 190 No
346 | Fexofenadine 0C(=0)C(c1cce(cc1)C(CCCN1CCC(CC1)C(ceceee)(c1eccee1)0)0)(C)C 191 Yes
347 | Ansaetherone 8(13)=CC;2)/)%=C(\C)/[C@H]2003c(NC(=O)C(C1 =0)C)cc(cc3[C@H]([C@@H]2C)O[C@H]1CC[C@H](C( 192 Yes
(S)-2-(5(2,3-Dihydroxy-
348 | 3-methylbutyl)-1H- O[C@H](C(O)(C)C)Cc1cce2e(ct)c(CCHN)e[nH]2 193 Yes
indol-3-yl)acetonitrile
349 ﬁgtﬁy(lf)jy'ﬁ::gg{gx” 0[C@@H](C(0)(C)C)Cetcea2e(ct)nH]oc2 193 No
350 | Alnumycin S CCC[C@H]10C(=Cc2c1c(0)c1c(c2)C(=0)C=C(C1=0)C10[C@H]([C@H](01)CO)CO)C 194 No
351 | Alnumycin A CCCIC@H]10C(=Cc2c1c(0)c1c(c2)C(=0)C=C(C1=0)C10C[C@@H]([C@H](01)CO)0)C 194 No
352 | Alnumycin B2 CCCIC@H]10C(=Cc2c1c(0)c1c(c2)C(=0)C=C(C1=0)[C@H]10[C@@H]2[C@H](O1)CO[C@H]20)C 194 No
353 | Alnumycin B1 ;ZCCC[C@H]1OC(=Cc2c1c(O)c1c(c2)C( 0)C=C(C1=0)[C@@H]10[C@@H]2[C@H](O1)CO[C@H]20 194 Yes
354 | Prealnumycin CCCIC@H]10C(=Cc2c1c(0)c1c(c2)C(=0)C=CC1=0)C 194 No
355 | Esterastin CCCCC/C=C/C/C=CICC(CC10C(=0)C1CCCCCC)OC(=0)C(NC(=0)C)CC(=O)N 195 No
356 | Orlistat CCCCCCCCCCCIC@@H](CIC@@H]10C(=0)[C@H]1CCCCCC)OC(=0)[C@H](CC(C)C)NC=0 195 No
357 | Lipstatin 8CCCC/C=C\C/C=C\C[C@@H](C[C@@H]1OC(=O)[C@H]1CCCCCC)OC(=O)[C@H](CC(C)C)NC= 195 Yes
. O[C@@H]1/C=C/[C@H](C)[C@H](O)[C@@H](C)/C=C(/C)\C(=0)c2c(0)c(C)cc3c2C(=0)C(=C2C43]
358 | Naphthomycin K C@H]J(C=CIC([C@H](CC(=0)/C(=C/C1)IC)0)C)C=CC(O4)C(=0N2)CI 196 Yes
3-
((3E,6E,8E,10R,11R,12
E)-11-Hydroxy-
4,8,10,12- _ (IO . - -
359 tetramethyltetradeca- C/C=C(/[C@@H]([C@@H](/C=C(/C=CICIC(=CICC(=0)NC(CC(=0)0)C)/C)\C)C)O)\C 197 Yes
3,6,8,12-
tetraenamido)butanoic
acid
3E,6E,8E,10R,11R,12E
)-11-Hydroxy-
360 |4,8,10,12- C/C=C(/[C@@H]([C@@H](/C=C(/C=C/CIC(=C/CC(=0)0)/C)\C)C)O)\C 198 Yes
tetramethyltetradeca-
3,6,8,12-tetraenoic acid
4-Hydroxy-6-(2',4',6"- - - - =
361 trioxotridecyl)-2-pyrone CCCCCCCC(=0)CC(=0)CC(=0)Cc1cc(O)cc(=0)o1 199 Yes
362 | Pladienolide D CCC(C(C10C1CC(C=CC=C(C10C(=0)CC(0)CCC(C(C=CLC1C)OC(=0)C)(C)O)C)(O)C)C)O 200 No
363 | Pladienolide B CCC(C(C10C1CC(C=CC=C(C10C(=0)CC(O)CCC(C(C=CC1C)OC(=0)C)(C)O)C)C)C)O 200 Yes
364 | Pladienolide CCC(C(C10C1CC(C=CC=C(C10C(=0)CC(0)CCC(C(CCC1C)0)(C)0)C)C)C)O 200 No




Comp
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. . C/C(=C\C[C@H]10[C@]2(CC[C@@H]1C)CC[C@@H]([C@@H](02)/C=CI/C(=C/C(=0)Q)/C)C)/C=C[
365 | Spirofungin A C@@H](C@H](C=C/C(=0)0)C)O 201 Yes
. CCCCCCI[C@]1(CC[C@@]2(0[C@H]1/C=CIC(=C/C(=0)0)/C)CC[C@@H]([C@H](02)C/C=C(/C=C/[
366 | Reveromycin E C@@H](C@HI(/C=C/C(=0)0)C)O)\C)C)OC(=0)CCC(=0)0 202 No
(2E,4S,5S,6E,8E)-10-
[(2S,3R,65,8R 95)-2-
[(1E,3E)-4-Carboxy-3-
methylbuta-1,3-dienyl]-
3-(3-
367 carboxypropanoyloxy)- | CC(CC[C@]1(CC[C@@]2(O[C@H]1/C=C/C(=C/C(=0)0)/C)CC[C@@H]([C@H](02)C/C=C(/C=CI/[C 202 No
9-methyl-3-(3- @@H]([C@H](/C=CIC(=0)0)C)0O)\C)C)OC(=0)CCC(=0)0)C
methylbutyl)-1,7-
dioxaspiro[5.5]undecan
-8-yl]-5-hydroxy-4,8-
dimethyldeca-2,6,8-
trienoic acid
. CCCCIC@]1(CC[C@@]2(O[C@H]1/C=CIC(=CIC(=0)0)/C)CC[C@@H]([C@H](02)C/C=C(/C=C/[C
368 | Reveromycin A @@H](C@H](C=CIC(=0)0)C)0)\C)C)OC(=0)CCC(=0)0 202 No
. CCCCC[C@]1(CC[C@@]2(O[C@H]1/C=CIC(=C/C(=0)0)/C)CCIC@@H]([C@H](02)C/C=C(/C=CI/|C
369 | Reveromycin D @@H](C@H](C=C/C(=0)0)C)0)\C)C)OC(=0)CCC(=0)0 202 Yes
(2E 6E,8E)-10-[2-Butyl-
2-[(2E,4E)-5-carboxy-1-
(3-
carboxypropanoyloxy)-
370 4-methylpenta-2,4- CCCCIC@@]1(CCIC@@]2(01)CC[C@@H](IC@H](02)C/C=C(/C=C/[C@@H](IC@H](/C=CI/C(=0)0 202 No
dienyl]-8-methyl-1,10- | )C)O)\C)C)[C@@H](OC(=0)CCC(=0)0)/C=C/C(=C/C(=0)0)/C
dioxaspiro[4.5]decan-9-
yl]-5-hydroxy-4,8-
dimethyldeca-2,6,8-
trienoic acid
371 | Reveromycin CC_CCC1(C(_:C2(OC1/C=C\C(=C\C(=O)O)\C)CCC(C(O2)C/C=C(/C=C/C(C(/C=C\C(=O)O)C)O)\C)C)O 202 No
C(=0)CCC(=0)0
372 | Pyrrolnitrin Cle1cnH]ec1c1ecee(cIN(=0)=0)Cl 203 Yes
373 | Methicillin COc1ceee(c1C(=0)N[C@@H]1C(=0)N2[C@@H]1SC([C@@H]2C(=0)0)(C)C)OC 204 Yes
374 | Xiamenmycin B CC(=CCCIC@]1(C)Oc2cec(cc2C[C@@H]10)C(=0)0)C 205 Yes
375 | Xiamenmycin C CC(=CCCI[C@]1(C)Oc2ccc(cc2ClC@@H]10)C(=0)N)C 205 No
(S)-Methyl 2-(4-
376 | bromobenzamido)butan | CC[C@@H](C(=0)OC)NC(=0)c1cce(cc1)Br 206 Yes
oate
377 | Stubomycin COC1CC2C(=C10)C(=0)CC(0)CC/C=C/CC(NC(=0)/C=C/C=C/C(=C\2)/C)c1ccecet 207 Yes
2,4,6,8-
Nonatetraenamide, N-
a7g | (&NYArOXy-5-0x0-1- 5N 120(0)0CC1=0)/C=CIC=CIC=CIC=CleToooecC 208 No
cyclopenten-1-yl)-9-(2-
methylphenyl)-,
(2E AE 6E,8E)-
379 | 4-E-Annimycin CCIC=C/C=C(/C=C/C=CIC(CC(=0)NC1=C(0)CCC1=0)O)\C 208 No
380 | 4-Z-Annimycin CCIC=CIC=C(/C=C/C=C\C(CC(=0)NC1=C(0)CCC1=0)0)\C 208 Yes
381 | Protoasukamycin C/C=C/C=C/C=CI/C(=0)Nc1cc(/C=C/C=C/C=C/C(=0)NC2=C(0)CCC2=0)ccc10 208 No
4-Pentenamide, N-(2-
3gp | Nvdroxy-5-0x0-1- 0=C(NC1=C(0)CCC1=0)CC/C=CletcocceC 209 Yes
cyclopenten-1-yl)-5-(2-
methylphenyl)-, (4E)-
383 | Aminoansamycin F 0=C1C=C2NC(=0)[C@@H](C)[C@H](O)/C=C/C=CIC[C@H](C(=C1)C2=0)Nc1ccccc1C(=0)O 210 Yes
384 | Huperzine A C/C=C/M\C2C=C(CC1(N)c1c(C2)[nH]c(=0)cc1)C 211 Yes
385 | Virantmycin B COCI[C@@]1(CCC(=C(C)C)C)Nc2cce(cc2C[C@H]10)C(=0)NC1=C(0)CCC1=0 212 Yes
386 | Virantmycin C COCIC@@]([C@@H]1Nc2¢(C1)ce(cc2)C(=0)NC1=C(0)CCC1=0)(CCC(=C(C)C)C)O 212 No
U, CI/C=C\1/N=C(0)C(N=C(0)c2csc(n2)c2cce(nc2c2coc(n2)C(=C)N=C(0)C(=C)N=C(c2nc(C(=C)N=C(C(
387 | Val-geninthiocin N=C(C(=C)N=C(c3nc10c3)0)0)C(C)C)0)oc2C)O)C(EOINC(=C)C(=NC(=C)C(=N)0)O)C(0)C 213 Yes




Comp

Noa Name SMILES® Cluster No® | Rep
388 | Mycophendic acid COc1¢c(CCC(CCC(=0)0)C)c(O)c2¢(c1C)COC2=0 214 Yes
6,8-Dimethoxy-7-
389 | hydroxy-methyl- COc1cc2cc(C)oc(=0)c2¢(c10)0C 215 No
isocoumarin
390 | &7 Trimethoxy-3- 1 oot coce(Cloc(=0)c26(c10C)0C 215 No
methylisocoumarin
391 | 2B.8Trimethoxy-3- ) o 4 0 0C)c26(c10C)cc(0c2=0)C 215 Yes
methylisocoumarin
1H-2-Benzopyran-1-
392 | one, 6,8-dimethoxy-3- | COc1cc2ec(C)oc(=0)c2c(c1)0C 215 No
methyl-
5,6,7,8-Tetramethoxy- _
393 3 methyl-isocoumarin COc1c2C[C@@H](C)OC(=0)c2c(c(c10C)OC)0C 215 No
6,8-Dimethoxyl-3- _
394 methyk-isocoumarin COc1cc2C[C@@H](C)OC(=0)c2c(c1)0C 215 No
395 | Bireticulol COc1¢(0)c(c2¢(0)c(OC)c(c3c2ec(C)oc3=0)0)c2¢(c10)c(=0)oc(c2)C 216 Yes
1-O-alpha-L-
396 Rhamnosyl-12- COc1ccec2c1C(=0)c1ecede(c1C20)C(CIC@H](C3)C)O[C@@H]10[C@@H](O)[C@@H](IC@H]([C 217 v
es
hydroxy-8-O- @H]10)C)0
methyltetrangulol
397 | Piceamycin 0=C1C=CC=CC=CC2(C)CC(=0)C(=C2C(=0)C=CC=CC=CC=CC=CC(CN1)C)O 218 No
398 | Cyclamenol B ﬁ;gé%?](/g%H]ZC:C[C@@H]3[C@@H]4[C@@H]2[C@H](/C:C/C=C\[C@@H](CN1)C)O[C@@H 218 Yes
399 | Cyclamenol C O@=@CI1_|/]%E;/([)C@@H]2C=C[C@H]3[C@H]4[C@H]2[C@@H](/C=C/C=C\[C@@H](CN1)C)O[C@H]4[C 218 No
400 | Bombyxamycin B ?@g;/](235()3(\30=C/C=C/[C@@]2(C)O/C(=C\C(=O)/C=C/C=C\C=C/C=C/C=C\[C@H](CN1)C)/[C@H]([C 219 Yes
401 | Cyclamenol D ]%[C())@HH/C=C/C=C/[C@@H]ZC=C[C@H]3[C@@H]([C@H]2/C=C/C(=O)CC(=O)NC1)C:CC[C@@H 220 Yes
402 | Indimicin E Cn1cc(c(c1)[C@Q@]1(C)CN(c2c1cc(Cl)cc2)C)etenH]c2¢1cc(Cl)cc2 221 No
403 | Indimicin B Cleteec2e(c1)[C@@]1(C)e3en(c(c3c3c([C@H]1N2C)[nH]c1c3cc(cc1)Cl)C)C 221 Yes
404 | Indimicin A Cn1cc2c(c)[C@]1(C)c3ee(Cl)cce3N([C@@H]1c1c2c2cc(Cl)ccc2[nH]1)C 221 No
405 | Indimicin C Cle1cec2e(c1)[C@@]1(C)e3c[nH]c(c3c3c([C@H]1N2C)nH]c1¢3cc(cc1)Cl)C 221 No
406 | Indimicin D Cletcec2e(c1)[C@@]1(C)e3c[nH]ce3c3c([C@H]1N2C)[nH]c1c3cc(cc)Cl 221 No
407 | Chloroxaloterpin B 1C5|C[C@@11(C)CC=C2[C@H](C1)CC[C@H]1[C@@]2(C)CC[C@H](C1(C)C)OC(=0)C(=0)Nc1ccccc 299 No
408 | Chioroxaloterpin A 231:8[0@@]1(C)CC=CZ[C@H](C1)CC[C@H]1[C@@]Z(C)CC[C@H](C1(C)C)OC(=O)NC(=O)Nc1cccc 299 Yes
409 | Oxaloterpin B OCCNC(=0)NC(=0)COC1CCC2(C(C1(C)C)CCC1C2=CCC(C1)(C)C=C)C 222 No
5-Hydroxy-4-
410 | methylnaphtho[1,2- 0=C1C0c2¢1¢(C)c(c1c2ceect)O 223 Yes
beta]furan-3-one
16alpha-
411 | Hydroxydehydroepiand | O[C@H]1CC[C@]2(C(=CC[C@@HI3[C@@H]2CC[C@]2([C@H]3C[C@H](C2=0)0)C)C1)C 224 Yes
rosterone
CC(=CCCC1=C2[C@@H](OC1=0)C[C@]1([C@H]2CCI[C@@HI2[C@]1(C)C(=0O)[C@HI([C@@H]1]
412 | Streptoseolactone C@J2(C)CCIC@@HI(C@HJ1C)0)0)C)C 225 Yes
2,8,10,19-
413 | Tetrahydroxy-18- CCCC(C(cceeeecce(ce(ceceecece(c(=0)0)0)0)0)c)0 226 No
methyldocosanoic acid
414 | Succinilene B ggicg(;g@@H]([C@@H](C/C=C/C=C/C=C/C[C@@H](/C(=C/[C@H]([C@H](OC(=O)CCC(=O)O)C)C)/C) 296 Yes
415 | Succinilene A )CCS[C@H]([C@@H](C/C=C/C=C/C=C/C[C@@H](C(=C[C@H]([C@H](OC(=O)CCC(=O)O)C)C)C)O)O 226 No
416 | Succinilene C 8CC(=O)[C@@H](C/C=C/C=C/C=C/C[C@@H](/C(=C/[C@H]([C@H](OC(=O)CCC(=O)O)C)C)/C)O) 296 No
3,6,8,11-Tetrahydroxy-
417 16,17- OC(CC(CCC(CC(=0)0)0)0)ccc(ceceece(c(cye)e)o 227 Yes

dimethyloctadecanoic
acid




Comp

Noa Name SMILES® Cluster No® | Rep
— CCCIC@@H]10[C@@H](CC(=0)0)CC2([C@]1(O)C(=0)cTc(O)ceec1C2=0)SC12CIC@@HI(CC(=0
418 | Frenalicin G J0)O[C@@H](C@]2(0)C(=0)c2¢(C1=0)cccc20)CCC 228 ves
COC(=0)C[C@@H]10[C@@H](C)IC@@I2(C@](C1)(S[C@]13CIC@H](CC(=0)0C)0[CRH](C@@
419 | (-)-BE-52440A 13(0)C(=0)c3¢(C1=0)cecc30)C)C(=0)c1c(C2=0)c(O)eee )0 228 No
CO[C@@H]([C@@H]1Cc2cc3cc(O[C@HJ4CIC@@H](O[C@@HISCIC@@H](O)IC@@H]([C@H](05
420 | Chromomycin SA )C)OC)[C@@H]([C@H](04)C)OC(=0)C)e(c(c3c(c2C(=0)[C@H]1O[C@H] 1 CIC@H](O[C@HJ2CIC@ 20 Ves
HI(O[C@@H]30[C@@H](C)IC@@H]([C@](C3)(C)0)OC(=0)C)[C@@H](C@H](02)C)0)[C@@HI(
C@H](01)C)0)0)0)C)C(=0)0
CO[C@@H](C1Cc2cc3cc(O[C@HIACIC@@HI(O[C@@HICIC@@HI(0)[C@HI(C@HI(05)C)OC)[C
21 | B @HI([C@HI(04)C)0C(=0)C)c(c(c3c(c2C(=0)[C@HI1 O[C@H]1CIC@@H](O[C@HI2CIC@@HI(O[C 230 y
ramyein @@HJ30[C@E@H)(C)[C@@HI(C@@I(C3)(C)0)0C(=0)C)C@@HI(C@HI02)C)0)[C@@HI(C@H e
1(01)C)0)0)0)C)C(=0)[C@H]([C@H](C)C)O
CO[C@@HI([C@@H]Cc2cc3cc(0C4CC(OCECC(0)C(C(05)C)OC)C(C(04)C)OC(=0)C)e(c(cac(c2
422 | Chromomycin C(=0)[C@H]10C1CC(0C2CC(0C30C(C)C(C(C3)(C)0)OC(=0)C)C(C(02)C)0)C(C(01)C)0)0)0)C) 231 Yes
gg(c))()c[g%@g]([%@I(-ltl)(gzggOCSCC(O)C(C(O5)C)OC)C(C(O4)C)OC( 0)C)clc(c3c(c2C(=0)C10C10
. CZCCoCCl = C(C(COCI(C. =i
423 | Chromomycin A3-1- | o o 21001CC(OC20C(C)C(C(C2)(C)0)OC(=0)C)C(C(01)C)0)0)0)0)CIC(=0)C(C(O)C)O 232 Yes
CO[C@@H]([C@@H]1Cc2cc3cc(O[C@HJ4CIC@@H](O[C@@HISCIC@@H](O)[C@H]([C@H](05)
o len a3 C)OC)[C@HI(C@H](04)C)OC(=0)C)c(c(c3¢(c2C(=0)[C@H]10[C@H]1C[C@@HI(O[C@HI2CIC@ 233 y
romomyein @H](0[C@@HIB0IC@@H](C)IC@@HI(C@@(C3)(C)0)0C(=0)C)[C@@HI(C@HI(02)C)0)C@ e
@H]([C@H](01)C)O)O)O)C)C(=0)[C@H]([C@H](C)C)O
CO[C@@H]([C@@H]1Cc2cc3cc(O[C@HIACIC@@H](O[C@@HISCIC@@H](O)IC@H]([C@H](05)
05 e A2 C)OC)[C@HI(IC@H](04)C)OC(=0)C)c(c(c3c(c2C(=0)[C@H]10[C@H]1CIC@@H](O[C@H2CIC@ 234 y
romoryen @H](0[C@@H}30[C@E@H](C)[C@@H](C@@](C3)(C)0)0C(=0)C(CIC)[C@@H)(C@H](02)C)0)] e
SO e O CIOPRCC O IO AT O A OIGTOTT0
. CZCCOCC c(c3c(c
426 | Chromomycin A21 | 6(6(C1)0G1CC(0C20C(C)C(C(CR(C)0J0C(0)C(CICIC(C(01)CI0)0)0)0)C)C=0jcCoci0 | 2 | Yes
427 | Demethylchromomycin | COC(C1Cc26e366{0C4CC(0CECC(0)C(C(OB)C)OJC(C(04)C)OC(=0)C)e(c(e3o(c2C(=0)C1OCTCC | a0 v
A2 0C2CC(0C30C(C)C(C(C3)(C)0)OC(=0)C(C)C)C(C(02)C)0)C(C(01)C)0)0)0)C)C(=0)C(C(0)C)0 es
428 | Orinocin COc1oc([C@@HI20C/C(=C\e3eac(ce3)N(=0)=0)/C2)c(c(=0)c1C)C 237 Yes
129 | CHEMBLE14407 88;11%:)(?@@H]20C[C@@]3(CZ)[C@H]2C(=CC(=C[C@]2([C@H]302ccc(cc2)N(:O):O)C)C)C)c(c( 238 Ves
430 | CHEMBL459070 COc10c(C20C[CAM]3(C2)C2C(=CC(=CC@I2([C@HJ3c2ccc(cc2)N(=0)=0)C)C)C)c(c(=0)c1C)C 238 No
431 | Luminacin D CCCC(C(=0)c166(CC(C)C)c(c(c10)C=0)0)C1CC(0)C2(C(01)0)0C2CC 239 No
432 | Luminacin CCIC@@H]10C21[C@H](0)CC(O[C@H]20)C(C(=0)e1cc(C(C(C)C)OC)c(c(c10)C=0)0)CC(C)C 239 No
4 | MigracinA CCCICGHICr Ok eo(C@HICOIIO0TIee-TOIC-0/0ICHTCCBBHIOICBRICBRAI | g |
434 | Luminacin | CCCC(C(=0)c1ce(C(C(C)C)0)c(c(c10)C=0)0)C1CC(0)C2(C(01)0)0C2CC 239 Yes
135 | ndinavi (1)[C@H](CN1CCN(C[C@H]1C(=O)NC(C)(C)C)Cc1cccnc1)C[C@H](C(=O)N[C@@H]1[C@H](O)Cch 210 Ves
ccec2)Ceileeccet
436 | Echoside E 0C(=0)C10C(0c2¢(0)c(c3cccee3d)cde(c2c2cceec2)n(C)e(=0)s3)C(C(C10)0)0 241 No
437 | Echoside A COC(=0)C10C(0Oc2c(ce(c(c20)c2ceecc2)O)c2eceecc2)C(C(C10)0)0 241 No
438 | Echoside D 0C(=0)C10C(0c2c(c3cceee3)c3nesc3c(c20)c2ccecc2)C(C(C10)0)0 241 No
439 | Echoside C 0C(=0)C10C(0c2c(cc(c(c20)c2ccccc2)0)c2ececc2)C(C(C10)0)0 241 Yes
440 | Echoside B COcte(ce(c(c10)ccocee1)OC10C(C(=0)0)C(C(C10)0)0)cTeeeee 241 No
441 | Strepantibin E OC[C@H10[C@@H](Oc2c(c3cceecd)c(OC)ec(c20)c2eccec2)[CA@@HI(C@HI(C@@H]10)0)0 241 No
442 | Strepantibin D OC[C@H1O[C@@H](Oc2c(ce(c(c20)c2ceeec2)0C)c2ecccc2)[C@@HI(C@HI[C@@H]1 0)0)0 241 No
443 | Streptochlorin Clc1ncocicic[nH]c2¢1ccec2 242 Yes
9.-(4-Aminophenyl)-3,7-
444 fr'fggmygzo‘;f OC(C(CC(C(C(C(=0)0)C)0)C)C)CC(=0)cTcec(cc)N 243 Yes
nonanoic acid
(2E)-11-(4-
Aminophenyl)-5,9-
445 | dihydroxy-4,6,8- CC(C(CC(=0)c1cee(cct)N)O)CC(C(C(IC=CIC(=0)0)C)0)C 23 No

trimethyl-11-oxo-undec-

2-enoic Acid




Comp

Noa Name SMILES® Cluster No® | Rep
(E)-4-[(2S,3R,5R,6S)-6-
[2-(4-Aminophenyl)-2-
446 | oxoethyl]-3,5- 0C(=0)/C=CIC([C@H]10[C@@H](CC(=0)c2ccc(cc2)N)[C@@H](CIC@H]1C)C)C 244 Yes
dimethyloxan-2-ylpent-
2-enoic acid
2-(2S,3R,5R,6S)-6-[2-
(4-Aminophenyl)-2-oxo-
447 | ethyl]-3,5-dimethyl- OC(=0)C([C@H]10[C@@H](CC(=0)c2ccc(cc2)N)[C@@H](CIC@H]1C)C)C 244 No
tetrahydropyran-2-
ylJpropanoic acid
448 | Pinocembrin chalcone | Oc1cc(O)c(c(c1)0)C(=0)/C=Clc1ccecct 245 Yes
449 | Anthracimycin Sg\};gﬂﬁ%l—gﬁg@m(m )C=C[C@H]1[C@@H]2/C(=C/C(=0)[C@@H](C)C(=0)O[C@@H](/C=C/C 246 Yes
450 | Anthracimycin B Sg;)%():((;O)O[C@H](C)/C=C/C=C\[C@@H]([C@@H]2[C@H](C(=O)C1)[C@H]1CC=C(C[C@@H]1C 247 Yes
451 | Anthracimycin BIl-2619 8&5{558&]{? C(()QCI:-;]((:C)/C=C/C=C\[C@@H]([C@@H]2[C@H](C(=O)C1)[C@@H]1[C@@H](C=C2)C 247 No
452 | BE-24566B Oc1ce(C)e2c(c1)0C1(0C2c2¢(C1)ec1c(c20)C(=0)c2¢(C1(C)C)ec(cc20)0)C 248 No
453 | Tetarimycin A Oc1ce(C)e2c(c1)C(=0)C1=C(C2=0)C(=0)c2¢(C1(C)C)cc(cc20)0 248 No
454 | Tetarimycin B 0C1Cc2cc3c(c(c2C(C1)(C)0)0)C(=0)c1c(C3(C)C)cc(cc10)0 248 Yes
455 | Fipronil N#Cc1nn(c(c1S(=0)C(F)(F)F)N)c1c(Cl)ec(cc1Cl)C(F)(F)F 249 Yes
456 | Fipronil sulfone N#Cc1nn(c(c1S(=0)(=0)C(F)(F)F)N)c1c(Cl)cc(cc1Cl)C(F)(F)F 249 No
457 | CHEMBL373620 OCC1=C[C@H]2[C@H](CC[C@@]([C@H]2CC1=0)(C)O)C(C)C 250 Yes
458 | Scopranone A CCC(CC1=C(OC(C1=0)(O)CC)/C(=C/C)/CcC)CcC 251 Yes
459 | Scopranone C CCC(CC1=C(OC(C1=0)(0)C(O)C)C(=CC)CC)CC 251 No
460 | Kandenol A 0=C1C=C(C)[C@H]2[C@@](C1)(C)CIC@H]([C@@H](C2)C(O)(C)C)O 252 Yes
461 | 1,6,11-Eudesmanetriol | C[C@@H]1CCIC@@H]([C@@]2([C@@H]1[C@H](O)[C@H](CC2)C(0)(C)C)C)O 253 Yes
462 | Strepsesquitriol CIC@H]1CI[C@H]|([C@@]23[C@]1(O)CCIC@@H](C2)C(IC@]3(C)0)(C)C)O 253 No
463 | Actinopolysporin B COC(=0)/C(=CIC(CC(CC(CC(O)C)(O)C)C)C)C 254 Yes
464 | ZINC04026203 CC(CI[C@@H]INC(=0)[C@@H](NC1=0)Cc1cccect)C 255 No
465 | cyclo(Phe-Phe) 0=CIN[C@@H](Cc2cccec2)C(=0)N[C@H]1Cc1cceect 255 Yes
3-(1,3-Benzodioxol-5-
466 | ylmethyl)-6- isobutyl- | CC(C[C@H]1NC(=0)[C@H](NC1=0)Cc1ccc2e(c1)0C02)C 255 No
2,5-diketopiperazine
467 | Piperafizine B 0=c1[nH]/c(=C\c2ccecc2)/c(=0)[nH]/c/1=C\c1ccceet 255 No
468 | Piperafizine A 0=c1/c(=Clc2cceec?)/[nH]c(=0)/c(=Clc2cceec2)in1C 255 No
469 | Cyclo-I-Trp-I-Phe 0=CIN[C@@H](Cc2cccee2)C(=0)N[C@H]1Cc1cnH]c2¢c1ceec? 255 No
3-((1H-indol-3-
470 m;}:‘yylglsetr’:;%';g CN1C(=0)C(Ce2eccee)N(C(=0)C1 CelenHje2ct ceee2)C 256 No
dione
471 | Thaxtomin C O=C1IN[C@@H](Cc2cccec2)C(=0)N([C@H]1Cc1c[nH]c2¢1c(ccc2)[N+](=0)[0-])C 256 No
472 | Thaxtomin D CN1C(=0)[C@H](Cc2cccec2)N(C(=0)[C@@H]1Cc1c[nH]c2¢1c(ccc2)[N+](=0)[0-])C 256 Yes
473 | Terezine D CC(=CCc1cccc2ct[nH]cc2CIC@@H]INC(=0)[C@@H](NC1=0)C)C 257 Yes
474 | Gloeosporiocide SC(:,:S;J:%(hl]lg((:g))g’\l]lg((:g))gEgé:%ggs(éz(n1)C(Cc1c[nH]02c1ccch)NC(=O)C(NC(=O)c1csc(n1)C(Cc1 258 Yes
475 | Galbonolide B CCIC@@H]10C(=0)[C@H](C)C(=0)C(0)(CO)C/C(=C/[C@H](CC(=C)/C=C/1\C)C)/C 259 No
476 | Rustmicin CO/IC/1=C\[C@@H](C)CC(=C)/C=C(\C)[C@@H](OC(=0)[C@@H](C(=0)C(C1)(0)CO)C)CC 259 No
477 | Galbonolide E CC[C@@H]10C(=0)[C@H](C)C(=0)[C@](0)(CO)CC(=0)C[C@H](CC(=C)/C=C/1\C)C 259 No
478 | Neorustmicin A CCIC@@H]10C(=0)[C@H](C)C(=0)[C@@](0)(CO)C/C(=C/[C@H](CC(=C)/C=C/1\C)C)/C 259 Yes




Comp

Noa Name SMILES® Cluster No® | Rep
479 | Leptolstatin OC/C=C(/CC(C(C(C(=0)C(/C=C(/C=C/CC(/C=C(/CCC1CC=CC(=0)01)\C)C)\C)C)C)O)C)\C 260 Yes
480 | Reductoleptomycin A | OC/C=C(/CC(C(C(C(=0)C(/C=C(/C=CI/CC(/C=C(/C=CIC10C(=0)C=CC1C)\C)C)\C)C)C)O)C)\C 260 No
481 | Christolane A CC(C(=0)0)CNc1ccee(cc1ClC(=0)0 261 Yes
482 | Elaiomycin K CCCCCCCC/[N+](=N/[C@H](C(=0)0)CO)/0 262 Yes
483 | Elaiomycin L CCCCCCCC/N+](=N/[C@H](C(=0)0)CcOC)/0 262 No
- 0=C1CC(=0)NCC(C)/C=C/C=C\C=C(\[C@H]2[C@@H]3[C@H](C1)O[C@@H]1C3C(CC2)[C@@H](
484 | Verticilactam CIC@@HJ10)0)C 263 Yes
485 | Platensimycin 0=C(Nc1c(O)cce(c10)C(=0)0)CCIC@]1(C)C(=0)C=C[C@]23C1C1CC(C2)[C@@](O1)(C3)C 264 Yes
486 | Platencin 0=C(Nc1c(O)ccc(c10)C(=0)0)CCIC@]1(C)C(=0)C=C[C@]23C1CC(CC2)C(=C)C3 264 No
487 | Platencin A1 0=C(Nc1c(O)cce(c10)C(=0)0)CCC1(C)C(=0)C=CC23C1CC(CC30)C(=C)C2 264 No
: - CC/C(=C\CCC(CIC@@H]([C@@H]1CIC@H](0)C@@H](C@@2(01)CC@@H](0)IC@@HI(C@
488 | Spirotoamide A HJ(02)C)C)C)C)(O)C)/C=CIC(=ON 265 Yes
489 | Spirotoamide C 0CeCC(CaBHICCaRI0[C@aHICaBI20TCCEBRIOICBRRICEHICACIII | 555 |
: : CC/C(=C\C(CC(CIC@@H](C@@HNCIC@H](O)C@@HI(C@@I2(01)CIC@@H](O)C@@HI(C@
490 | Spirotoamide B HJ(02)C)C)C)C)C)0)/C=C/C(=O)N 265 No
491 | Spirotoamide D 0CCICUICaM CIC@HIOIC@EHICaRROTCCRBHIOICBRHIICEHIOACEICIIT | 55 |
492 | Chromopyrrolate 0OC(=0)c1[nH]c(c(c1ctc[nH]c2c1cccc2)cc[nH]c2¢c1ceee2)C(=0)0 266 Yes
493 | DrcnlorochromopyTol | (=0t nje(c(cctcinhlc2etcooe2CletclnHlc2cTceac2CIC(=0)O 266 No
494 r?}igt]t?;/mr’::r;opyrrolate [nH]1ce(c2c1ceec2)c1c(n(C)e(C(=0)0C)c1ctc[nH]c2¢1cccc2)C(=0)0C 267 No
495 | Lycogarubin C COC(=0)c1[nH]c(c(c1c1c[nH]c2¢1ceeec2)e1c[nH]c2¢1ceec2)C(=0)0C 267 No
496 |IDMG COC(=0)C1NC(C(=C1c1c[nH]c2c1ccec2)c1c[nH]c2¢1 ceec2)C(=0)0C 267 Yes
497 | SPMG COC(=0)C1NC(C2=C1c1c3ccece3[nH]c1[C@]12CN(c2¢1ceec2)C)C(=0)0C 267 No
498 | Lynamicin E COC(=0)c1[nHIc(c(c1cc[nH]c2¢1ceec2)e1clnH]c2¢1cc(Cl)cc2)C(=0)0C 268 No
499 | Lynamicin G COC(=0)c1c(c2cnH]c3c2cc(Cl)ce3)c(c(n1C)C(=0)O0C)c1c[nH]c2¢1cc(Clycc2 268 No
500 | Lynamicin D COC(=0)c1[nH]c(c(c1c1c[nH]c2¢c1ee(Cl)ec2)cte[nH]c2¢1cc(Clycc2)C(=0)0C 268 Yes
501 | Lynamicin A COC(=0)c1[nH]cc(c1c1c[nH]c2c1cc(Cl)cc2)c1e[nH]c2¢1cc(Cl)cc2 268 No
502 | Lynamicin F COC(=0)c1n(C)cc(c1ctc[nH]c2¢1ce(Cl)cc2)c1c[nH]c2¢1 cc(Cl)cc2 268 No
. CCIC@@H]([C@@H](C(=0)OC)NC(=0)c1nc(oc1C)c1csc(n1)c1nc(oc1C)ctcoc(n1)[C@H](C(C)C)NC
e (CC?/)KIC(C(’%?)/OC)(BIC[)CC%;:H]( Toce(n1)cnc(c(01)C)elsce(nt)cIne(c(o1)C)C(=0)N[C@H](C(=0)0C)IC@ — =
. = = clocc(n1)cinc(c(o1)C)clsce(nt)cinc(c(o
504 | Azolemycin C HI(CC)C)C(C)C)C(C)C 269 No
505 | Aurantizdicin g)%C(C1 NC(=0)C(NC(=0)c2nc(oc2c2ccecc2)c2esc(n2)c2ne(c3nc(c4nc(CNC1=0)oc4)oc3)sc2)C(CC) 270 No
. CCIC@@H]([C@H]INC(=0)c2nc(oc2c2ccccc2)c2esc(n2)c2esc(n2)c2ne(c3nc(/C(=C/C)NC(=0)[C@
506 | Urukthapelstatin A @HIINC1=0)C)oc3)oc2)C 270 No
507 | Curacozole 8§3C(;§3C1 NC(=0)C(NC(=0)c2nc(oc2c2cccec2)c2esc(n2)c2ne(c3nc(c4nc(CNC1=0)oc4)oc3C)sc2)C(C 270 No
. CCIC@@H](IC@H]TNC(=0)c2nc(oc2c2ccecc2)c2coc(n2)c2esc(n2)c2ne(c3nc(C(=C)NC(=O)[C@@H
508 | Mechercharstatin JINC1=0)C(C)C)oc3)oc2)C 270 Yes
CC[C@H]([C@H]TINC(=0)c2nc(oc2c2ccccc2)c2esc(n2)c2coc(n2)c2ne(c3nc(CNC(=0)[C@@H](NC1=
509 | YM-216391 0)C(C)C)oc3)oc2)C 270 No
. . CCIC@@H]([C@@H]INC(=0)[C@@H](Cc2ccccc2)NC(=0)[C@@H]2CSC(=N2)c2csc(c3nc(c4nc([C
510 | Marthiapeptide A @HJINC1=0)C)scd)sc3)n2)C 271 Yes
511 | Violapyrone Q COc1cc(CCCC(C)C)oc(=0)c1C 272 No
512 | Violapyrone R COc1cc(CCCCC(C)C)oc(=0)c1C 272 Yes
513 | Violapyrone T CCC(CCCCc1cc(OC)c(c(=0)o1)C)C 272 No
514 | CHEMBL3087380 COc1cc(CCCCC(0)(C)C)oc(=0)c1C 272 No
515 | Violapyrone S CCCCCCCc1cc(OC)c(c(=0)o1)C 272 No




Comp

Noa Name SMILES® Cluster No® | Rep
516 | Violapyrone H CC(CCCCCclcc(O)c(c(=0)01)C)C 273 Yes
517 | Violapyrone C CC[C@@H](CCCCc1cc(O)c(c(=0)o1)C)C 273 No
518 | Presuficidin A CC(CCCCclec(O)c(c(=0)o1)C)C 273 No
519 | Violapyrone | CCCCCCCclcc(O)c(c(=0)o1)C 273 No
520 | Violapyrone L CC(C(CCCc1cc(O)c(c(=0)o1)C)O)C 273 No
521 | Violapyrone M CCC(CCCCc1cc(O)c(c(=0)o1)C)(O)C 273 No
522 | CHEMBL3087386 Oc1cc(CCCCC(0)(C)C)oc(=0)c1C 273 No
523 | Streptcytosine L C[C@H]10[C@H](CC[C@@H]10)n1cce(nc1=0)NC(=0)CC=C(C)C 274 Yes
CCC(/C=CIC(=0)Nc1cen(c(=0)n1)[C@H]1CCIC@@H]([C@H](01)C)OC1CI[C@H](O)[C@@H]([C@
524 | 40551-G HIO1CNCIC)C 275 Yes
525 | Indolizomycin CIC=C(/C=C/C=C/[C@H]1[C@@H]2C[C@@H]2[C@]2(N1CC[C@@H]1[C@H]201)0)\C 276 Yes
526 | Cyclizidine G 0OCC/C=C/C=C(/C[C@@H]1N2CCCC[C@@H]2[C@](IC@H]10)(C)O)\C 277 Yes
527 | Cyclizidine B C/C(=C\[C@@H]1N2CCCC[C@@H]2[C@]([C@H]10)(C)0)/C=C/C1CC1 278 Yes
528 | Cyclizidine C/IC(=C\[C@@H]1N2CC[C@@HI3[C@H]([C@@H]2[C@]([C@H]10)(C)0)03)/C=CIC1CC1 278 No
529 19-Hydroxyl-24-methyl | COC(=0)[C@]1(C)[C@@H](0)CC[C@]2([C@H]1CCc1c2cc2c(c1)n(c1c2eceet)ntc2eccec2ec2¢1cc1C 279 y
ester-N,N-dixiamycin | C[C@@HI3[C@)](c1c2)(C)CCIC@@H]([C@@]3(C)C(=0)0)0)C e
530 | Dixiamycin B OC(=0)[C@]1(C)[C@@H](O)CCIC@]2([C@H]1CCc1c2cc2c(ct)n(c1c2ecce)n1c2ececc2c2¢1cc1CC 279 No
[C@@HBIC@](c1c2)(C)CCIC@@H](C@@I3(C)C(=0)0)0)C
531 | Austradixanthone 0Cc1cc(O)c2c(c1)octc(c2=0)c(C)ec(c10c1c(O)ec(c2c10c1¢(0)c(0)c(c(c1c2=0)0C)0)C)0 280 Yes
532 | Cyanosporaside C N#CCc1cc(Cl)c2c(c1)[C@@]1(OC30C(C)C(C(=0)C30)(C)OC(=0)C)[C@@H](0)C=CC1=C2 281 No
533 | Cyanosporaside B N#CCc1cc(Cl)c2c(c1)[C@@]1(OC30C(C)C(C(=0)C30)(C)0)[C@@H](0)C=CC1=C2 281 Yes
534 | Cyanosporaside A N#CCc1ccc2e(c1CC@@]1(0C30C(C)C(C(=0)C30)(C)O)[C@@H](O)C=CC1=C2 281 No
535 | Cyanosporaside F N#CCc1ccc2c(c1Cl)C@@]1(0)[C@H](C=CC1=C2)0OC10C(C)C(CC1SCCNC(=0)C)O 282 Yes
536 | Kobutimycin A CC(=0)OC(C(/C=C\1/C=C(C2=NCCC3C1203)C)0C(=0)C(C)C)C 283 Yes
537 | Kobutimycin B CCC(C(=0)0C(C(OC(=0)C)C)/IC=C\1/C=C(C2=NCCC3C1203)C)C 283 No
50E+/-,100E+/-,11-
538 | trihydroxyamorphan-3- | 0=C1C[C@H]2[C@@H]([C@@H]([C@H]1C)0)[C@H](CC[C@@]2(C)O)C(O)(C)C 284 Yes
one
5alpha,10alpha,11-
539 | Trihydroxyamorphan-3- | 0=C1C[C@H]2[C@@H]([C@@H](C1C)0)[C@H](CC[C@@]2(C)O)C(O)(C)C 284 No
one
(2alpha,4beta,5beta,7b
540 | eta,10alpha)-2,5,11- O[C@H]1C[C@H](C)[C@@]2([C@](C1)(C)CCI[C@H](C2)C(0)(C)C)O 284 No
Eudesmanetriol
(1alpha,4alpha,5beta,7
541 | alpha,10alpha)-1,5,11- | C[C@@H]1CC[C@@H]([C@@]2([C@]1(O)C[C@H](CC2)C(0)(C)C)C)O 285 Yes
Eudesmanetriol
o CCCCIC@HI([C@HI(C@@H](OC(=0)C[C@H](C(=0)0)CC(=0)0)C[C@H](CCCCCC[C@HI(CIC@
542 _ | Fumonisin B2 @HI(C@@HINICIO)0)C)OC(=0)CIC@HIC=0J0JCC(=0J0)C | Yes
543 | Caerulomycin D 0/N=Clc1cc20C3(0)C(Oc2c(n1)c1cceen)(C)OC(C(C3(C)O)(C)OC)(C)C 287 Yes
. C/C=CIC=CICIC@H]1NC(=0)[C@H]2[C@H](C1)/C=CI/C(=C/[C@@H]1[C@@H](/C(=C/C=C/2)/C)[C
544 | Heronamide E @HJO)[C@@HJ(C=C1)0)/C 288 Yes
. C/C=C/C=CIC[C@@H]1C[C@@H]([C@@H]2N1C(=0)[C@@H]1[C@H]2/C(=C/[C@H]2C=C[C@H]([
545 | Heronamide D C@H](C@@H]2/C(=C/C=C\1)IC)0)0)IC)O 289 | Yes
45 |Emyisolochote | COOCI-OICCIC@HIICONICCIC@EHACEICIC@EHIOICICRHITCRHPCEHIOIICRHT | 5 | o
I 0=C1CCN(C(=0O)N1)[C@@H]10[C@@H]([C@H]([C@H]10)O)CNC(=0)/C=C/C=C/[C@@H]1CC1C
547 | Antibiotic FR 900848 | 1¢c101CC1C1CIC@HNNIC=CIC@@HICICHIIC 20 | Yes
sag | SHUIORTMENON- | GoGaNG(=O)c2ctete(c3c2c2ec(O)cca2inH)nHlc2coce? 291 No
549 | 9-Hydroxy-K252¢c Oc1ccc2c(c1)c1c3CNC(=0)c3c3c(c1[nH]2)[nH]c1c3cceet 291 No
550 | 3-Hydroxy-K252¢c Oc1ccc2c(c1)c1c3C(=0)NCe3c3c(c1[nH]2)[nH]c1c3ccect 291 Yes




Comp
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551 | Staurosporine aglycone | 0=C1NCc2c1c1c([nH]c3c1ccee3)c1c2c2ccccc2[nH]1 291 No
552 | Arcyriaflavin A 0=c1[nH]c(=0)c2c1c1c3cceecd[nH]c1c1c2¢c2¢ccec2[nH] 1 291 No
553 |IDMF 0=C1N(C)[C@@)](C2=C1[C@)]1(C)c3cccce3N([C@@H]1c1c2c2ccecc2[nH]1)C)(C)O 292 Yes
554 | EM18 Oc1cc(=0)cc(01)[C@H]1c2ccec(c2C(=0)C[C@@]1(C)0)0 293 Yes
555 | Octoketide 4b 0c1cc20C(0)(Ce3oc(0)cc(=0)c3)CC(=0)c2c(c1)C 293 No
556 | SEK34 0=c1cc(oc(c1)0)Cclcecec2c1C(=0)CC(02)(C)0 294 Yes
557 | SEK34b CC1CC(=0)c2c(01)ccec2Cetec(=0)cc(01)0 294 No
558 %i&rophencomycm COC(=0)ctceea2e [nH]cTceec(cIHI2)C(=0)0 295 Yes
559 | 10T024A 0C(=0)Cn1c2ccee(c2[nH]c2c1ceec2)C(=0)0 295 No
560 | Endophenazine C CC(=CCc1cccc2ct[nH]c1c(cecec1n2C)C(=0)0)C 296 Yes
561 Endophenazine D 0C(=0)COC(=0)c1ccec2e[nH]c1eceee1[nH]2 296 No
562 | Antartin CIC@H]1C[C@H](C2=C(C([C@@H]3C[C@]12CC3)(C)C)C)Nc1ccecec1C(=0)0 297 Yes
563 | Pravastatin EJCCz[gz@)ég)Dg](CFO)O[C@HH C[C@H](O)C=C2C1[C@@H](CC[C@H](C[C@H](CC(=0)0)0)0)[C@H] 208 Yes
564 | Pulvomycin 8/%%1( S(o(?ggll(cl:c)lg)clléc)llzc))/cc)lgc))éc))g8;8((3(3(8((:(312(%/(535%C=C/C=C/C(0)C(=O)/C(=C\C=C/C(=C/C(/C(= 209 Yes
565 | FW-04-806 51[2%?1] )1 é))[g%@H](C)[C@H](Cc20n002)OC(=O)C(=C[C@H](C[C@H]([C@@H](OC(=O)C(=C1 )C)C 300 Yes
566 | Conglobatin /CCE)CC%@C:::]; 1C)[CC)(((?,)I/-IC]:(C)[C@H](CchncoZ)OC(=O)/C(=C\[C@H](C[C@@H]([C@@H](OC(=O)/C(=C\1) 300 No
567 | Cremimycin 8%%()38CC1CC(=O)CCCC(O)CC(=O)C2=C(O)C(CC2/C=C(/C=C/C=C/C(=O)N1)\C)OC1CC(OC)C(C( 301 Yes
568 | Antibiotic WS5995A COc1cc(C)ec2c1c1C(=0)c3cecc(c3C(=0)c10c2=0)0 302 Yes
569 | Antibiotic WS 5995B COc1cc(C)ec(c1C1=CC(=0)c2c¢(C1=0)cccc20)C(=0)0 302 No
570 | Epotione B 0-C101C@@H CC20ICBR(CICCCI0@EHICORHICEHICFORICRHICIONOTI0 | gy | ves
571 | Epotiione A 0 C10C@@HCI08820CBEHRCCCCEEHIIC@RHIICBRICFOICICBRICIONTT | a5 |y
572 | Desoxyepothilone B 8;?;;[&%%}401(C/C=C(/C)\CCC[C@@H]([C@@H]([C@H](C(=0)C([C@H](C1)0)(C)C)C)0)C)/C(= 304 Yes
573 | Delaminomycin C CCC(C(/C=CI/C=CIC(CC1C=CC2C(C1(C)/C(=C/M\C(=0)CNC1=0)/0)C(C)CC(C2)C)0)C)O 305 Yes
574 | Delaminomycin B CCC(C(/C=CIC=CIC(CC1C=CC2C(C1(C)/C(=C\1/C(=0)NC(C1=0)0C)/0)C(C)CC(C2)C)0)C)O 305 No
575 | Delaminomycin A CCC(C(/C=CIC=CIC(CC1C=CC2C(C1(C)/C(=C\1/C(=0)NC(C1=0)0)/0)C(C)CC(C2)C)O)C)O 305 No
576 | Actinoranone 88;(1 CC:)C((l())CC::))\E:Z)gm JIC@@H](CCC2=0)[C@@H](/C=C(/CC[C@@H]1C(=CC[C@H]2[C@@)]1(C)CC 306 Yes
577 | Distamycin CC(COc1cec(ce1Cnine(cc1C)NC(=0)ctcec(cc1)CN1CCCC1)CI)C 307 Yes
578 | Physostigmine CNC(=0)Oc1ccc2e(c1)[C@]1(C)CCN([C@@H]1N2C)C 308 Yes
0C1CC(0)CC(=0)CCCC(=0)CC(=0)OC(C(CC(C(CC(=0)c2cee(cc2)N)0)C)C)C(C)/IC=C/C=C/C=CI/C
579 | FR-008-Ill =C/C=C/C=C/C=C/C(CC20C(CC(C1)0)(0)CC(0)C2C(=0)0)OC10[C@H](C)[C@H]([C@@H](C@ 309 Yes
g@(;] é%)(EgCCCC(O)CCFO)OC(C(CC(C(CC(=O)02ccc(cc2)N)O)C)C)C(C)/C=C/C=C/C=C/C=C/C=
580 | CS103 C/C=CIC=C/C(CC20C(C(CC(C1)0)0)(0)CC(O)C2C)0C10[C@H](C)IC@H]I([C@@H]([C@@H]10) 310 Yes
g>CO1 CC(0)CC(=0)CCCC(=0)CC(=0)0C(C(CC(C(CC(=0)c2cce(cc2)N)O)C)C)C(C)/C=CIC=CI/C=CIC
581 | Candicidin D =C/C=C/C=C/C=CIC(CC(C(C(CC(=0)CC(C1)0)0)C(=0)0)0)O[C@@H]10C(C)[C@H]([C@H](C10) 31 Yes
,C\IJZ)O1 CCCC(O)CC(0)CC2(0)CC(0)C(C(02)CC(/C=CIC=C/C=CIC=C/C=C/C=CI/C=CIC(C(OC(=0)CC(
582 | Trichomycin A =0)CC(C1)0)C(CCC(CC(=0)c1cce(cc1)N)O)C)C)O[C@@H]10[C@H](C)[C@HI([C@@H]([C@@H]1 312 Yes
(18,3R,52,72,118,13Z, PIPIEEEIS
55 |22 o | CIC@HIICIC=CIC=CIC=CIC=CIC@H|ICIC@HIZOIC@IICIC@@HICIC=CIC=CIC=ONOOCIC | 515 | g
(38 4R 5R 63)4- @H]([C@@H]2C)0)0C10[C@@HI(C)IC@R@HI(C@H](C@@H]1ON)O

amino-tetrahydro-3,5-
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dihydroxy-6-methyl-2H-
pyran-2-yloxy)-1,3,25-
trihydroxy-11,24-
dimethyl-10,27-dioxa-
bicyclo[21.3.1]heptacos
2-57,13,15,17,19-
hexaen-9-one
45Desepoxy-12 | 1o @@H]1CIC=CIC=CIC=CIC=CIIC@@H(CIC@@HI0IC@@](CIC@HI(CIC=CIC=CIC(=0)01)0)

B e me | 0)CIC@@HIIC@HCI0/0C@EHII0IC@HICIC@H)CRRMICREHITONO o)
2-Hydro-3-hydroxy-4,5-

sgs | desepoxy-12- O[C@H1/C=CICIC@H(0)CIC@I2(0)CIC@H(O)C@HI(C@@HI(02)CIC@HI(IC=CIC=CIC=CIC=C | .. "
decarboxy-12-methyl | /CIC@H](OC(=0)C1)C)O[C@@HI10[C@HI(C)IC@HIIC@@HIIC@@HI1ON)O)C °
pimaricin
(18,3R 52,78,115,13Z,
152,172,19Z,21S,23R,
248,25R)-21-

((3S4R 5R 6S)-4-
amino-tetrahydro-3,5-

55 | vdroRG-meliyi2t | 01c@@HINIC=CICIC@EHIO)CIC@@I20)CIC@@HIO)ICRRHIICRHIOACICR@HIICCIC= | 40 |
ﬁ’y3r37“'25'yt°"y)' CIC=CIC=CICIC@@H](OC(=0)C1)C)OC10[C@@HI(C)[CR@HIIC@HIIC@@HI1ON)O)C °
,3,7,25-tetrahydroxy-
11,24-dimethyl-10,27-
dioxa-
bicyclo[21.3.1]heptacos
a-5,13,15,17,19-
pentaen-9-one
> Decarboxv-12-met | CIC@@HITCIC=CIC=CIC=CIC=CIC@@H][CIC@@H20[C@@](CIC@HICIC@@HBIC@@HIIC=

587 pi'mgfiiirn“y' "MV ¢/c(=0)01)03)0)(0)CIC@@HI(IC@HI2C)0)0IC@@HI1OIC@HIC)IC@HIICR@HI[C@@HITON | 314 Yes

)0
(1S,3R58,75,82,125 1
47,162,182,202,22S,2
4R 258 26R)-22-
{[(35.4R 5R 65)4-
amino-3,5-dihydroxy-6-

sgg | methyloxan-24ylloxy}- | CIC@H]1CIC=CIC=CIC=CIC=C/[C@H](CIC@HI20[C@](CICR@HICIC@HIBIC@HI(IC=CIC(=0)01 | 4., "
1,3,26-trihydroxy- J03)0)(0)CIC@HI(C@@HI2C)0)0C1O[C@@HI(C)IC@@HIIC@HIIC@@HITON)O °
12,25-dimethyl-6,11,28-
trioxatricyclo[22.3.1.05,7
Joctacosa-
8,14,16,18,20-pentaen-
10-one

589 | 45-de-Epoxynatamycin 8;3(2)()38&((3:(238(2%?8)(8020[C@H](C)[C@H]([C@@H]([C@H]20)N)O)CCZCC(CC(CCCCCC(:O)O1) 115 Ves
N CCCCICIC=CIC=C\C=C\C=CIC(0C20[C@HI(C)IC@HI[C@@HIC@@HI20)N)0)CC20C(CC(CC

590 | Rimocidin B CC(=0)CC(C(C(=0)01)CC)0)0)(0)CC(C2C(=0)N)O 316 Yes

591 Pyrisulfoxin A COSc1¢(0C)cc(nc1/C=N/O)c1cceent 317 Yes

592 | Coprismycin B O/N=C\c1nc(cc(c1SC)OC)c1ceeeet 317 No

593 | Caerulomycin B O/N=Clc1cc(OC)c(c(n1)c1ceeen1)O 317 No

594 | Tuberine 0C(C1(C)CCC(01)C(OC(=0)C)(C)C)COCTcec(ce1)CCNC(=0)c T cecec 318 Yes

595 | CHEMBL91194 CCCCC1=C(C)C(=0)[C@](C1=0)(C)CN1c2ceecc2[C@I2(C10CC2)0 319 Yes

596 | Piperazinomycin Oc1ccc2cc1Octecc(cc1)CCINCC(C2)NC 320 Yes

597 | Argimycins PII CIC(=CIC=C\/C=Cc2c1ccen2)/SCIC@HI(C(=0)OINC(=0)C 321 Yes

598 | Argimycin PI C/C(=C\C=C/1\C=Cc2c1cccn2)/SCIC@@H](C(=0)O)NC(=0)C 321 No

599 | C09245 Cletcec2e(c1)[nH]c1c2cc(s1)C(=O)N 322 Yes

600 | Albocycline D 0=C1/C=C/[C@](C)(0)/C=C/[C@HI(0)C(=C)C(CCIC@@HI(C@H](01)C)C)0 323 No

601 | Albocycline B 0=C10[C@H](C)[C@@H](CICCIC=C(IC@HI(C=CIC@@](C(C1)0)(CI0)ONC 323 No

6oy | 23Dihydrocineromyein | o4 610@y(C)(0)C=CIIC@HIO)C(=CICCIC@@HIIC@HIOTICICHC 323 | No

B




Comp

Noa Name SMILES® Cluster No® | Rep
603 | Oxycineromycin B 0CC1=CCCC(C)C(C)OC(=0)CCC(C=CC10)(C)O 323 No
604 | Cineromycin B 0=C1/C=C\[C@](C)(O)/C=C\[C@H](O)/C(=C\CC[C@@H]([C@H](O1)C)C)/C 323 No
7-0- PO _ _
605 Demethylalbocydline 0=C1/C=C/[C@](C)(O)/C=C/[C@H](O)/C(=C/CC[C@@H]([C@H](O1)C)C)/C 323 Yes
o 0CC10C(Oc2cce(c(c2NC(=0)CCC(C(=0)/C=C\[C@]23C[C@H4[C@@](C2)(C)O[C@H](C3C)C4)(C
606 | Platensimycin B4 JC)O)C(=0)0)C(C(C10)0)0 324 No
607 | Platencin A14 )C())(§81OC(Ochcc(c(cZNC(=O)CCC(C(=O)/C=C\C23CCC(C(=C)CZ)C[C@H]SO)(C)C)O)CO)C(C(C1O 34 Yes
608 | Platencin A13 0CC10C(Oc2ccee(c(c2NC(=0)CCC(C(=0)CCC23CCC(CC2)C(=C)C3)(C)C)0)CO)C(C(C10)0)O 324 No
609 | Platencin A9 8;3(%2)00(00200c(c(c2NC(=O)CCC(C(=O)/C=C\CZ3CCC(C(=C)CZ)CC3O)(C)C)O)C(=O)SC)C(C(C1 34 No
610 | Platencin A10 8;3(;‘;2300(00200c(c(c2NC(=O)CCC(C(=O)/C=C\C23CCC(C(=C)CZ)CC3O)(C)C)O)C(=O)OC)C(C(C1 34 No
611 | Platencin A15 ?g)%;gC(OCZCcc(c(CZNC(=O)CCC(C(=O)/C=C\CZ3CCC(CC2)C(=C)[C@@H]30)(C)C)O)CO)C(C(C 34 No
3-[2,5"-Diethyl-5'-(1-
hydroxyethyl)-4-
methyl-[2,2'-bioxolan]-
5-yl]-6-hydroxy-9-(3- _ _
COCNCCCC(=0)c1c(CCC(C(C(C(=0)C(C20C(CC2C)(CC)C2CCC(02)(CC)C(0)C)CC)C)0)C)ecc(ct
612 | hydroxy-2-{4- 0C 325 No
[(methoxymethyl)amino
|butanoyl}-4-
methylphenyl)-5,7-
dimethylnonan-4-one
613 | iso-Lasalocid CCC(C(=0)C(C(C(CCc1cee(c(c1C(=0)0)0)C)C)0)C)C10C(CC1C)(CC)C1CCC(O1)(CC)CC(0)C 325 No
. CCIC@@H](C(=0)[C@H]([C@H]([C@@H](CCc1ccc(c(c1C(=0)0)0)C)C)0)C)C10[C@](CIC@@H]1
614 | lsolasalocid A C)(CC)C1CCIC@@)01)(COIC@HI)C 325 No
615 | Lasalocid CCIC@H](C(=O)[C@H]([C@H]([C@@H](CCclcce(c(c1C(=0)0)0)C)C)0)C)C10[C@](CIC@@H]1C) 305 No
(CC)C1CCIC@]([C@@H](O1)C)(O)CC
Acetamide, N-[15-[2,5-
diethyloctahydro-5'-(1-
hydroxyethy))-4- CNCCCC(=0)C(C(CC(=0)CCC(C(C(C(=0)C(C10C(CCAC)(CC)C1CCT(01)(CO)C(0)C)CC)C)0)C)
616 | methyl[2,2-bifuran]-5- 0 325 No
. )C
yl]-6,12-dihydroxy-
11,13-dimethyl-4,8,14-
trioxoheptadecyl]-
Acetamide, N-[15-[5-
ethyl-5-(5-
ethyltetrahydro-5-
hydroxy-6-methyl-2H- _ _ - -
617 | pyran-2-yl)tetrahydro-3- CCC(C10C(CC1C)(CC)C1CCC(C(01)C)(0)CC)C(=0)C(C(C(CCC(=0)CC(CC(=0)CCCNC(=0)C)0) 305 No
C)o)C
methyl-2-furanyl]-6,12-
dihydroxy-11,13-
dimethyl-4,8,14-
trioxoheptadecyl]-
Acetamide, N-[15-[5-
ethyl-5-(5-
ethyltetrahydro-5-
hydroxy-6-methyl-2H- _ _ - -
618 | pyran-2-yl)tetrahydro-3- CCC(C10C(CC1C)(CC)C1CCC(C(O1)C)(0)CC)C(=0)C(C(C(CCC(=0)CC(C(C(=0)CCCNC(=0)C)C) 305 No
0)C)0)C
methyl-2-furanyl]-6,12-
dihydroxy-5,11,13-
trimethyl-4,8,14-
trioxoheptadecyl]-
Acetamide, N-[4-[6-[7-
[5-ethyl-5-(5-
ethyltetrahydro-5-
hydroxy-6-methyl-2H-
619 pyran-2-yljtetrahydro-3- | CCC(C10C(CC1C)(CC)C1CCC(C(O1)C)(O)CC)C(=0)C(C(C(CCclcee(c(c1C(=0)CCCNC(=0)C)0)C 305 Yes

methyl-2-furanyl]-4-
hydroxy-3,5-dimethyl-6-
oxononyl]-2-hydroxy-3-
methylphenyl]-4-
oxobutyl]-

)C)0)C




Comp

Noa Name SMILES® Cluster No® | Rep
CC(CIC@HIICFONC@IZ3IC@@HIIC@@HICIC(=0)IC(=CIIC@HI(C)IC=CIC )\ C=C(C(=0)cTc(
620 | Ansalactam A C(=0)C2)c(C3=0)ec(c10)C)/C)IC)C 326 Yes
621 | 10-Deoxymethynolide | CCIC@H]10C(=0)[C@H](C)[C@@HI(0)[C@@HI(CICIC@H](C(=0)/C=CIC@H]1C)C 27 | Yes
3-Dehydro-10- _
622 |4 e | CCIC@HIOC(=0[C@HICICI=0IC@@HICICIC@HI(C(=0)/C=CIC@HIIC)C 307 No
623 | Narbonolide CCIC@H]10C(=0)[C@H](C)C(=0)[C@H](C)[C@@HI(O)C@HI(CIC@HIC(=0)C=CIC@HIICICIC | 328 | Yes
624 | Dihydronarbonolide 8%()3@?']100( O)[C@HI(C)C(=0)[C@H](C)IC@@H](0)C@H](CIC@H](C@@H](C=C/C@H]1C) 39 Yes
12-Deoxo-12-hydroxy-
625 |8 0=C1C[C@](C)(0)Cc2c1cc(cc2)C(=0)c2¢(C10)ccec20 330 No
Omethyltetrangomycin
2-[5-Hydroxy-1-(1-
hydroxyethyl)-3-methyl-
626 |4,9- CC(c1c2C(=0)c3ccec(c3C(=0)c2¢(n1ciccccc1C(=0)0)C)0)0 330 Yes
dioxobenzofflisoindol-2-
yllbenzoic acid
627 | Bhimamycin H CC(c1c2C(=0)c3ccec(c3C(=0)c2e(n1ctccc(cc1)C(=0)0)C)0)0 330 No
628 | Cangumycin C CIC@@H]1CC(=0)C2=C(C1)CCIC@13IC@2(01)C(=0)cTccee(c[C@@H]30)0 331 Yes
629 | SM196A COc1ccce2c1C(0)c1ece3c(c1C2=0)C(0)CC(C3)(C)O 332 Yes
630 | CHEMBL556717 N#Cc1ccc(cc1)C(=0)NCCIC@H](c1cce(ce1)S(=0)(=0)C)clcec(cc)F 333 Yes
. CIC@HIICCC20C(C@@HIC@HIC@HI2C)0)C)C2=ClO)C(=0)C(=C3C2=CIC@@I[C@HICIC
631 | Kendomycin @@H](C/C(=CH)IC)CIC)(0)03)C 334 Yes
552 | varmoide B \CC())\(CZ;;(/:C=C/C=C(\C)/CC(C)C(O)C(/C=C(/C=C(/C(=O)OC1C(C(C(C(=O)/C=C/C(C(C(C)C)O)C)C)O)C) 5 | ves
" CCC@H]([C@@H](C=C/C(=0)[C@H](C@@H]([C@@H](C@H]10C(=0)/C(=C/C(=C/[C@@H](C)[
633 | Oxohygrolidin C@HI(C@HI(CIC(=CIC=CIIC@@H]10C)C)C)0)C)IC)IC)0)C)C)O 335 No
o1 | °D 11e5760 \CC())g1/C=C/C=C(\C)/CC(C)C(O)C(/C=C(/C=C(\C(=O)OC1C(C(C(C(=O)/C=C/C(C(O)C)C)C)O)C)/OC) 26 "
o | 250 CCCC(=0)0[C@@HIC@HIC=CIC(=0)[C@HIC@@HI[C@@HIC@H]10C(=0)/C(=CIC(=CIIC a6 "
Butyrylbafilomycin D | @@HJ(C)IC@HI[C@@H](C/C(=C/C=CC@@H]10C)IC)C)0)/C)OCICIO)CICICICIC
T CO[C@H]IIC=C/C=C(C)/CIC@HI(C)IC@HI(O)C@@H]IC=C(C=C(IC(=0)O[C@@HTC@HI(C@
o | P2zenBalomenD | Hy(c@@HIC=0\CIC=CIIC@@HICICICIONCICI0)C)I0C)CIC i
— CO[C@H]1/C=CIC=C(\C)/CIC@H](C)[IC@HJ(O)[C@@H](C=C(/C=C(C(=0)0CTIC@HI[C@HIC@
637 _ | Baflomycin D @H](C=0)/C=CIC@@H|(C@@HIC(CICIOICICIOC)OC)CIC W | N
o | 2122en5: CO[C@HIIIC=CIC=C(C)IC@@HIOIC@HICIC@HIOIC@@AIIC=CIC-CICFO0C@EHITC | 456 N
Hydroxybafilomycin D | @HJ(C@HJ(C@@H](C(=0)C/C=C([C@@H](C(C)CIO)\CICIO)C)OC)CIC 0
T CO[C@HII/C=CIC=C(\C)IC(0)[C@HI(C[C@@H](0)[C@@HI(C=C(IC=C(C(=0)0[C@@HITIC@HI
0% _|Svcronoallomsn B | (0@H)(c@@H)(C(=0)C=CIC@@HIICR@HICICICIOICCIOI)OC)CIC il
. CIC=CIC(C(IC=CIC(=0)[C@HI(C@@HIC@@H](C10C(=0)/C(=C\C=CIC@E@HIC)IC@@HIO)C
640 | Concanamycin & | @Hy(c@H]IC@@HI(CIC(=CIC=CIC@@HI1OC)CICI0)CICYOCICI0)CICIO 3 | N
641 | Bafiomycn A2 CO[C@H]1/C=CIC=C(C)/CIC@HI(CIC@@HIO)IC@@HI(C=C(C=C(C(=0)0CTC@HIIC@HIC | 455 "
@@H}(C@]!(O)C[C@H](O)[C@H]([C@@H](O1)C(C)C)C)C)O)C)IOC)\C)C
o2 | Baflomyan CO[C@H]1C=CIC=C(IC)\CIC@@H](C)IC@H](O)[C@@H](C=C(/C=C(/C(=0)O[C@@HNC@HI(C 5 | ves
— @H(CeeHl(Ce@@1(O)C[C@@H(O)[C@@H](C@H](O1)C(C)C)C)C)O)CNOC)\C)C
- | CO[C@H]IIC=CIC=C(C)CIC@HI(C)[C@HI(O)C@@HIIC=C(/C=C(IC(=0)O[C@@H[C@HI(C@
643 | Demethylbaflomycin | 1y (c@@HIIC@E@N(OCICIC@EHIOIC@@HIIC@HIOTICCICICI0)C)OC)CIC 3| No
ot | Baflomyen A2 )ccc;\(gé)c\(::():éo:cs(\C)/CC(C)C(O)c(/C-C(/C-C(/C(-O)oc1C( (C(CIOCICCIOICICIONCCICICI0 | 56 "
o5 | Z-Deonybafiomycin | COIC@HIIC=CIC=C(C)CIC@HICIC@HIOIC@@HIIC=CIC-CC-O0C@GHITCEHIICE | 556 "
Al H(C@@HI(C@@]1(O)CCIC@@H]([C@H](O1)C(C)C)C)C)O)CNOC)C)C
o6 | 21 Deonybafiomycin | COIC@HI1/C=C/C=C(C)CIC@HIC)C@HIOIC@@HIIC=CIC=C(C=0)0C@GHITCEHIICE | 555 "
A2 Hl[C@@H](C@@]!(OC)CCIC@@H](C@H](O1)C(C)C)C)C)O)CNOC)\C)C
7 | satiomean G COIC@H]TIC=CIC=C(C)/CIC@HICIC@MI0)C@@HIIC=CIC=C(C=00C@MITICAMICE | a3 | ne
: COCOHTIC-C =G0 L OMICIC M@ GHIICHCE=CGOIOCTEGHITCETICE
648 _ | Baflomycin A1 @H|(CR@J1(O)CICR@HIOIC@E@HI(C@HIOTC(CICICICIO)C)OCHCIC 3% | N
549 | Bafomyan C1 CO[C@HII/C=CIC=C(C)CIC@HICIC@@HI(0)IC@Q@HI(C=C(IC=C(C(=0)0CTC@HIICEHIIC | 456 "
@@H](C@]1(OC)CIC@H](O)[C@H]([C@@H](O1)C(C)C)C)C)O)C)/OCNC)C
550 | BaflomyanL @FL) | COCH/C=CIC=CICICIC@@HICIC@MIOIC@@HIIC-CC-CICFOI0CTERTIEICT-C0CIT | 537 | ves

01)C(C)C)C)C)C)\C)\C)C




Comp

Noa Name SMILES® Cluster No® | Rep
651 24- . . CO[C@H]1/C=C/C=C(\C)/C[C@H](C)[C@H](O)[C@@H](/C=C(/C=C(/C(=0)0[C@@H]1[C@H](/C=C 338 Yes

Demethylbafilomycin Z | (/C1=CC=C([C@H](O1)CC)C)\C)C)\OC)\C)C
652 | Benthocyanin C N#C/C(=c\1/cc2n(C/C=C(/CCC=C(C)C)\C)c3cccee3[nH]c2¢(c1=0)C(=0)0)/c1cceect 339 Yes
653 | Sespenine 8=C1 CC2[C@@]3(C)CCC@@H]([C@@]([C@@HI3CCI[C@@]32C[C@H]1Nc1c3ccee1)(C)C(=0)0) 340 No
654 | Indosespene C=C1CCI[C@@H]2[C@]([C@H]1Cc1c[nH]c3c1cceel)(C)CCIC@@H]([C@@]2(C)C(=0)0)0 340 Yes
655 | Indosespenol OC[C@]1(C)[C@@H](O)CCIC@]2([C@H]1CCC(=C)[C@@H]2Cc1c[nH]c2c1ccec2)C 340 No
656 | Prexiamycin O[C@H]1CCIC@]I2([C@H]([C@]1(C)C(=0)0)CCC1=C2Cc2c(C1)[nH]c1c2cccc)C 340 No
657 | Salinazinone B CC(=Cc1nc(cc(=0)o1)N1[C@@H](C)CCC1=0)C 341 Yes
658 | Mycemycin B COC(=0)c1cccc2cINC(=0)c1c(02)cce(c1)Cl 342 Yes
659 | Mycemycin A COC(=0)c1ccec2cINC(=0)c1c(02)ceeet 342 No
660 | Mycemycin H 0=C1Nc2c(cc(c(c20c2c1ccec2)C)ClC(=0)C 343 Yes
661 | Mycemycin D 0=C1Nc2c(cc(c(c20c2c1ceec2)C)Cl)C(=0)N 343 No
662 | Mycemycin E Cle1ccc2e(c1)C(=0)Ne1¢(02)c(C)c(cc1C(=0)N)CI 344 Yes
663 | Mycemycin F 0=Cc1cc(Cl)c(c2c1NC(=0)c1c(02)cec(c1)Cl)C 344 No
664 | Mycemycin C COC(=0)c1cc(Clyc(c2cINC(=0)c1c(02)cec(c1)CIC 344 No
665 | 19-Methoxyxiamycin COC1C[C@H]2[C@](C)(C(=0)0)[C@@H](O)CC[C@@]2(c2c1cct[nH]c3c(c1c2)ceee3)C 345 No
666 | 19-Carbonylxiamycin | O[C@H]1CCI[C@]2([C@H]([C@]1(C)C(=0)O)CC(=0)c1c2cc2¢(c1)[nH]c1c2ccec1)C 345 No
667 | Xiamycin C O[C@H]1CCIC@I2([C@HI([C@]1(C)C(=0)0)C[C@@H](c1c2cc2c(c1)nH]c1c2¢ccec1)0)C 345 No
668 | Xiamycin A O[C@H]1CCIC@I2([C@H]([C@]1(C)C(=0)0)CCc1c2cc2e(c1)nH]c1c2¢cceet)C 345 No
669 | Oridamycin A O[C@H]1CCIC@]2(C([C@@)]1(C)C(=0)O)CCc1c2cc2c(c)nH]c1c2ccect)C 345 No
670 | Chloroxiamycin O[C@H]1CCIC@I2([C@H]([C@]1(C)C(=0)0)CCc1c2cc2e(c1Cl)nH]c1c2cccc)C 345 Yes
671 | Xiamycin E COC(=0)[C@]1(C)[C@@H](O)CCIC@]2([C@H]1CC(=0)c1c2cc2c(c)nH]c1c2ccee1)C 345 No
672 | Xiamycin D COC(=0)[C@]1(C)[C@@H](O)CCIC@]2([C@H]1C[C@H](0)c1c2cc2e(c)nH]c1c2¢ccc1)C 345 No
673 | Oxiamycin OC(=0)[C@]1(C)[C@@H](O)CCIC@]2([C@H]1CCc1c(02)cc2e(c1)nH]c1c2ccee1)C 345 No
674 | Flazin, methyl ester OCc1ccc(o1)ctne(cc2¢1[nH]c1c2ccec1)C(=0)0C 346 Yes
675 | Perlolyrine OCc1ccc(o1)cincec2e1[nH]c1c2cccet 346 No

(3R)-3,7-Dihydroxy-8-

[2-(hydroxymethyl)-3-
676 mz:ﬂmb;gzjy'” COcteece(c1CO)C(=0)c1c(0)ccc2c1 C(=0)CIC@)(C)(C)O 347 No

tetrahydronaphthalen-

1-one
677 | Elmenol C CO[C@H]10[C@H](c2¢1c(OC)cec2)c1c(O)cec2e1C(=0)CC(C2)(C)O 347 No
678 | Elmenol D CO[C@@H]10[C@H](c2c1c(OC)cce2)c1e(O)ccc2e1C(=0)CC(C2)(C)0 347 Yes
679 | Cangumycin F 0Cc1c(O)ccec1C(=0)c1c(0)c(O)cc2c1C(=0)CIC@H](C2)C 348 Yes
680 | Cangumycin E 0Cc1c(O)cecec1C(=0)c1c(O)ccc2c1C(=0)C[C@H](C2)C 348 No
681 | Tirandamycin C 8/)%=C\[C@H]([C@H]10[C@@]Z(C)O[C@@H]([C@@H]1C)CC=CZC)C)/C=C/C(=C\1/C(=O)CNC1= 349 No
62 | Trandamycin A C/0-CICaHICarI101Ca@RI0CBBHIICBBRITOC-OICBHICBRCIOTIONTCIE | g | g
683 | Tirandamycin L 8/10(O )C\[C@H]([C@H]10[C@]2( )OIC@H]([C@@H]1C)C(=0)C[C@H]2C)C)/C=CIC(=C\1/C(=0)CN 349 Yes
684 | octa-Valinomycin g)(g)(();)Cé(q)C)(C (C()CC))():(((:?(?( 0)C(NC(=0)C(OC(=0)C(NC(=0)C(OC(=0)C(NC1=0)C(C)C)C(C)C)C( 350 Yes

CIC@@H]10C(=0)[C@H](NC(=0)[C@H](OC(=0)[C@@H](NC(=0)[C@H](C)OC(=0)[C@H](NC(=0)
685 | Valinomycin [C@H](OC(=0)[C@@H](NC(=0)[C@@H](OC(=0)[C@H](NC(=0)[C@H](OC(=0)[C@@H](NC1=0)C 351 Yes
(C)C)C(CIC)C(C)C)CIC(C)C)C(C)C)C(C)CIC(C)C)C(CIC)C(C)C

686 | Carbazomycin G COC1=C(C)C(c2c¢(C1=0)c1cceeect[nH]2)(C)O 352 Yes




Comp

Noa Name SMILES® Cluster No® | Rep
687 | Carbazomycin H COc1cec2ce(c1)c1C(=0)C(=C(C(c1[nH]2)(C)0)C)OC 352 No
. CC(CIC=C\C@@HI2C=CIC@HIBIC@M(C@@H2C(=0)c2¢(C(=0)C@@HIC=CIC@HIIC@@H]
688 | Ansaseomycin A (C1=0)C)0)C)c(0)c(c(c2C4=0)0)CINC(=0)C3)C 353 Yes
. CC(CICI1=C\C@@H]2C=CIC@HIBIC@M(C@@H2C(=0)c2¢(C(=0)IC(=CICIC@HI[C@@HIC 1=
689 | Ansaseomycin B 0)C)0)/C)e(0)c(c(c2C4=0)0)CINC(=0)C3)C 33 | No
— 0CIC@HI10[C@@H](Ne2cee(cc2)C(=0)CIC@HIC@@HICIC@HIIC@@HIC@@HINC=CIC=CI
0% |MohangieaddE | c-GlC@@HICCI=0/0)0)CI0)CICIONC@E@HIIC@HIICR@HIT00)0 WY
691 | Hydrazidomycin D CCCCCC/C=C\CCCCCCCCCC(=0)N(NC(=0)Cc)cceece 355 Yes
692 | Elaiomycin B CCCCCCCC/C=CICCCC/C=CIN(C(=0)CCCCCCCCCNC(=0)COC 356 No
693 | HydrazidomycinA | CCCCCCCCCCCCIC=CIN(C(=0)CCCCCCCCCNC(=0)COC 356 No
694 | Elaiomycin C CCCCCCCCCC(=0)N(NC(=0)COC)IC=C\CCCCIC=CIC/C=CICCCCC 36 | Yes
695 | CP 78545 C=CCC(/C=C(/C(C(IC=CICCC(C(C(C(C(C(C10C(CCC1C)C(C(=0)0)C)C)0)C)0)CI0)C)ONCIC 357 | Yes
I OC@eH](C[Ce@H(C@H]([C@@H](C(C)C)0)C)O)C/C=C([C@H]1C(=C[C@@]2(C@H](C@@
6% | Nahuoic acid B HI1/C=C(/C(=0)0)\C)IC@HICIC@HIIC@HI(C20)0)CIC)C 36 | Ne
I O[C@H](CIC@H](C@@H](C@H](C(C)C)o)C)0)C/C=C([C@@H]1C(=C[CRI2(C@@H](C@H]1/C
o7 |Nemoeaddh | =Cyc=0)0)CIC@@H|CIC@@MICIC@HZ00)CIC)C S
698 | Nahuoic acid C OC@@HI(CIC@@H](C@H]([C@@H](C(C)C)0)C)0)C/IC=C([C@H1C(=CIC@@]2(C@HI([Ce@ 358 No
HJ1/C=C(IC(=0)0)\C)[C@HI(C)[C@HI(C@HI(C@@HJ20)0)0)C)C)\C
o Inomoesan | OC@EHICC@@HICIC@@HICICRHICICICIOICI00)CIC-CIICRHICIFCC@ERICEI | 35 | no
C@@HI1/C=C(/C(=0)0)\C)[C@HI(C)[C@HI(C@HI(C20)0)C)C)\C
o OC@@HI(CIC@@H](CIC@@H](C(IC@H](C(C)C)O)C)0)0)C/C=C(/[C@H]1C(=CIC@@]2(IC@HI(
700 | Nahuoic acid E C@@H]1/C=C(/C(=0)0)\C)[C@HI(CIIC@HICIC@H20)0)CIC)C 8 | Yes
701 | Derivative CCN(c1cce2c(c1)oc(=0)c(c2)cnnc(s1)c1cceec1)CC 359 Yes
. CIC@HITIC=CIC=C(\C)[C@HI(0)CIC=CIC=CIC=CIC=C{IC(=0)0[C@@HICIC@HICCT)O)IC@HII
702 | Antarlide B C@H](cleecc(c)0)0)C)\C 360 No
. CIC@HIT/C=CIC=C(C)[C@HJ(0)CIC=CIC=CIC=CIC=C{IC(=0)0[C@@HICIC@HICCT)O)C@HI|
703 | Antarlide A C@H](c1cece(c)0)0)C)\C 360 No
01 | Ao CIC@HIIIC=CIC=C(C)[C@@HIOICIC=CIC=CIC=CIC=CC(=0)0C(CCTICCIC@@HIIC@HIETE | 50 N
niariide cec(c1)0)0)C)0)IC °
| Artarice 1 CIC@HI1IC=CIC=C(C)IC@@HI(OICIC=CIO=CIC=CIC=CIC(=0)0C(CCTICCIC@@MIIC@HICTE | ag0 | veu
ccc(c1)0)0)C)0)/C
. CIC@H]1/C=CIC=C(\C)[C@H](0)CIC=CIC=CIC=C\C=C(\C(=0)0[C@@HICIC@HI(CCO)C@HI]
706 | Antarlide E C@H](clccee(c1)0)0)C)/C 361 Yes
. CIC@HIT/C=CIC=C(C)[C@HI(0)CIC=CIC=C\C=C\C=C(\C(=0)0[C@@HICIC@HICCT)O)IC@HI|
707 | Antarlide D C@H](cleecc(c1)0)0)C)C 361 No
. CIC@HIT/C=CIC=C(C)[C@@HI(0)C/C=CIC=CIC=CIC=C(C(=0)0[C@@HICIC@HICCTIOC@
708 | Antarlide F @HJ(C@H](c1ocec(c1)0)0)C)IC 361 No
. CIC@HI1/C=CIC=C(C)[C@H](0)CIC=C\C=CIC=CIC=C{IC(=0)0[C@@HICIC@HICCT)O)C@HI|
709 | Antarlide C C@H](clcecc(c)0)0)C)\C 361 No
710 | Methylsulochrin COc1cc(0C)c(c(c1)C(=0)0C)C(=0)c1c(O)cc(cc10)C 362 Yes
711 | Metatricycloene NC(=0)/C=C/C=C/C1C=CC2C3C1C(IC=C/C=CIC=CIC(=0)0)0C3C=C2 363 | Yes
712 | Alpiniamide C CIC@@H](C(=0)NCC(=0)/C(=C/C(C(=0)0)C)IC)[C@H](C(=CICC)IC)O %4 | Yes
L-Isoleucine, N-
[[(1,3aS 6R, 7aS)-6-
713 ﬁg(‘g@géf‘f&gg;y_ CCIC@@HI(C@@H](C(=0)0)NC(=0)C1=C[C@H](CC)CIC@HIIC@@H]1CCIC@@HI20)C 365 Yes
1H-inden-4-
ylJcarbonyl]-
L-Isoleucine, N-
[[(1R 3aS,6R, 7aS)-6-
714 ﬁ‘g;‘gfyﬁ;g?&;g&y_ CCIC@@HI(C@@H](C(=0)0INC(=0)C1=CIC@H](CC)CIC@HI2IC@@HI1 CCIC@HI20)C 365 No
1H-inden-4-
ylJcarbonyl]-
715 | Coronatine CCIC@HI1C=C(C(=0NIC@]2(CIC@@HI2CC)C(=0)0)[C@@HI2IC@H](C1)C(=0)CC2 365 No
3_
716 |WREBEIOBIBE8ES | o006 cic=Cic=CIC(CCCIC=C(IC(=0)C1=C(0)C(NC1=0)CO)\C)0)O)CIC(=CIC(=CIC)/C)IC 366 Yes

14-Ethyl-7,13-
dihydroxy-2,16,18-




Comp

Noa Name SMILES® Cluster No® | Rep

trimethylicosa-

2,8,10,16,18-

pentaenoyl]-4-hydroxy-

5-(hydroxymethyl)-2,5-

dihydro-1H-pyrrol-2-

one

@

[(2E,8E,10E,16E,18E)-

14-Ethyl-7,13-

dihydroxy-2,16,18-
717 trimethylicosa- CCC(C(CIC=CI/C=CIC(CCC/C=C(/C(=0)C1=C(0)C(NC1=0)COC(=0)C)\C)O)O)C/C(=CIC(=CIC)/C)/ 366 N

o

2,8,10,16,18- C

pentaenoyl]-3-hydroxy-

5-0x0-2,5-dihydro-1H-

pyrrol-2-yl}methyl

acetate

3-

[(2z,7S,8E,10E,13R,14

R,16E,18E)-14-Ethyl-

7,13-dihydroxy-2,16,18-
718 trimethylicosa- CCIC@@H]([C@@H](C/IC=CIC=C/[C@H](CCC/C=C(\C(=0)C1C(=0)NC(=C)C10)/C)0O)0)C/C(=CIC( 366 No

2,8,10,16,18- =C/C)/C)IC

pentaenoyl]-4-hydroxy-

5-

methylidenepyrrolidin-

2-one
719 | MX-1 0=Cc1cc(0)c2c(c1C(=0)0)0C1(C2)C(C)CCC2C1(C)CC(0)C(C2(C)C)O 367 Yes
720 | SF2768 analogue 2 CC(CC(=0)NCC1CCC(C(O1)O)NC(=0)CC(C)C)C 368 Yes
721 | Actinoquinoline A OC[C@@H](NC(=0O)c1nc2ccecc2cc10)CC[C@H](CNC(=0)CC(C)C)O 369 Yes
722 | Actinoquinoline B CC(CC(=O)NC[C@H]1CC[C@@H]([C@@H](O1)O)NC(=0)c1nc2cceec2ec1O)C 369 No
723 | Chimonanthine CN1CCIC@@]2([C@H]1Nc1c2ccec!)[C@@]12CCN([C@@H]1Nc1c2ccec1)C 370 Yes
724 | Furaquinocin J COC1=C(C)C(=0)c2c(C1=0)cc(c1c20[C@@H](IC@]1(C)[C@@H](C/C=C(/C(=O)N)\C)O)C)O 371 No
725 | Furaquinocin | COC1=C(C)C(=0)c2¢(C1=0)cc(c1c20[C@@H]([C@]1(C)[C@@H](C/C=C(/C(=0)O)\C)0)C)O 371 No
726 | Fumaquinone COC1=C(C)C(=0)c2c(C1=0)cc(c(c20)CC=C(C)C)O 371 No
727 | Furaquinocin E OC/C(=C/C=CIC1(C)C(C)0Oc2c1¢(0)cc1c2C(=0)C(=C(C1=0)OC)C)/C 371 No
728 | Furaquinocin G COC1=C(C)C(=0)c2¢(C1=0)cc(c1c20C(C1(C)C1CC=C(C(01)0)C)C)O 371 No
729 | Furaquinocin C COC1=C(C)C(=0)c2c(C1=0)cc(c1c20C(C1(C)CCC=C(C)C)C)O 371 No
730 | NSC647943 COC1=C(C)C(=0)c2¢(C1=0)cc1c(c20)C(C(01)C)(C)CCC=C(C)C 371 No
731 | Furaquinocin H OCC(=CCC(C1(C)C(C)Oc2c1c(O)cc1c2C(=0)C(=C(C1=0)0C)C)0)CO 37 No
732 | Furaquinocin F OCIC(=C/CCC1(C)C(C)Oc2c1c(0)ecc1c2C(=0)C(=C(C1=0)0C)C)/C 371 No
733 | Furaquinocin A OCIC(=C/CC(C1(C)C(C)Oc2c1c(O)cc1c2C(=0)C(=C(C1=0)0C)C)0)/C 371 No
734 | Furaquinocin D COC1=C(C)C(=0)c2¢(C1=0)cc(c1c20[C@@H]([C@]1(C)[C@@H](CC=C(C)C)0)C)O 371 Yes
735 | CHEMBL3092696 COC1=CC(=0)c2c(C1=0)cc(c1c20[C@@H]([C@@]1(C)CCC1C(=C)CCCC1(C)C)C)O 371 No
736 | CHEMBL3092699 OC[C@H]10c2¢([C@@]1(C)CCC1C(=C)CCCC1(C)C)c(0)cc1c2C(=0)C=C(C1=0)0C 371 No
737 | CHEMBL3092698 OC[C@H]10c2¢([C@]1(C)CCC1C(=C)CCCC1(C)C)c(O)cc1c2C(=0)C=C(C1=0)0C 371 No
738 | CHEMBL3092697 COC1=CC(=0)c2c(C1=0)cc(c1c20[C@@H]([C@]1(C)CCC1C(=C)CCCC1(C)C)C)O 371 No
739 | JBIR-136 CO[C@@H]1CC(=0)c2¢([C@H]10)cc(c1c20[C@@H]([C@]1(C)[C@@H](CC=C(C)C)O)C)O 372 Yes
740 | Actinonin CCCCC[C@@H](C(=O)N[C@H](C(=O)N1CCC[C@H]1C0O)C(C)C)CC(=O)NO 373 Yes
741 |LL-Z1272d 0=Cc1c(0)c(C/C=C(/CC[C@@]2(C)[C@H](C)CCC(=0)[C@@H]2C)\C)c(c(c1C)CO 374 Yes
742 | Ascochlorin 0=Cc1c(0)c(C/C=C(/C=C/[C@@]2(C)[C@H](C)CCC(=0)[C@@H]2C)\C)c(c(c1C)CI)O 374 No




Comp

Noa Name SMILES® Cluster No® | Rep
CCCACC2(C)C=C(C(=0)0)C(C3(CINC(=0)C(=C(C2(C(CC10)C=CC1C2CCCC10[C@@HICCIC
743 | Pyrroindomycin A @@H|(C@@HI(01)C)0C@@HJ10[C@H](C)IC@HI(CR@I(C1)(C)0)0[C@@HIIOIC@HICIC@ | 375 Yes
@H](IC@@H](C1)OC(=0)c1[nH]c2c(c1)c1c([nH]2)ccec1)N)C)0)C3=0)C
CCCACC2(C)C=C(C(=0)0)C(CC32NC(=0)C(=C30)C(=0)C2(C(CC10)C=CC1C2CCCC10C100T
744 | Pyrroindomycin B C(C1)0C10C(C)C(C(CH)(C)0)0C1CC(0C(=0)e2lnHIc3e(c2)e2e(nH]3)cee(c2)CHC(C(O1)CNICIC) 376 Yes
c
2-(3-Acetoxy-4,4,14-
745 | trimethylandrost-8-en- | CC(=0)0C1CCIC@I2(C(C1(C)C)CCCH=C2CCIC@I2(C@@I(C)CCC2C(C(=0)0)C)C)C 377 Yes
17-yl)-propanoic acid
746 | Oxaloterpin E C=CIC@@]!(C)CC=C2IC@H](C1)CCIC@HIC@@]2(C)CCIC@HI(C1(C)C)OC(=0)N 378 Yes
747 | Oxaloterpin D C=CIC@@]!(C)CC=C2IC@H](C1)CCIC@HIC@@]2(C)CCIC@HI(C1(C)C)OC(=0)C(=ON 379 Yes
748 | Oxaloterpin C ONC(=0)C(=0)0[C@@H]1CCIC@EI2(C@@HI(C1(C)C)CCIC@@H]1C2=CCIC@](C1)(C)C=C)C 379 No
- CIC@@H]1/C=CIC=CIC=C(\C)[C@HJ2C=CIC@@HBIC@HI[C@@H2/C=CIC=CIC(=0)CC(=ON
749 Niizalactam C C1)\CIC@@HI0)C@@HIC@@H](C3=0)0)0 380 Yes
750 | Tetronasin CO[C@H](C@H]1CIC@@H]([C@@H](01)[C@H](/C=C/[C@@H]1CC[C@H]([C@@H](01)/C(=C/[C 381 No
@HJ1CCCIC@HIC@@HITIC@@H](C(=CIC(=0)0CCI1=0)/0)C)C)ICO)C)C)C)C
. COC@@HI([C@@H]1CCIC@H](01)CIC=C/IC@H]1CCIC@@HI(C(0T)/C(=CIC@@HIICCCICe@
751 | Tetronomycin HJ(C1C(C(=0)C1=C(0)C(=C)0C1=0)C)C)ICO)CIC 381 No
— CO[C@HI([C@HTICIC@@HI(C@@HI(01)C@HIIC=CICICCIC@HIC@@HIOT)CECIC@HTIC
752 | Tetronasin sodum | o010 611 iC@@H]1[C@@H](C(=0)C1=C([0-)COC1=0)C)C)/CO)C)C)C)C [Na] 381 Yes
CO[C@H]1C[C@@HI(C)O[C@H]([C@@H]10)0[C@HT[C@@H](C)CIC@](C)(O)C(=0)[C@H](C)[C
753 | Lankamycin @@H)(0C(=0)C)[C@H](C@H(OC(=0)[CR@HI(C@HI[C@@H]1C)O[C@@HI10C@@HICIC@ | 382 No
HI([C@](C1)(C)OC)OC(=0)C)C)IC@H]([C@@H](0)C)C)C
754 | Lankavamvein COC1CC(C)0oC(C10)0[C@H[C@@H](C)CIC@](C)(O)C(=0)[C@H](C)[C@@H](OC(=O)C)IC@HI( 382 Yes
y [C@H](0C(=0)[C@@HI(C@HI(C@@H]1C)OCT0C(C)C(C(C1)(C)OC)OC(=0)C)CIC(C(OICICIC
- COC1CC(C)OC(C10)0[C@HN[C@@H](C)CIC@](C)(O)C(=0)[C@H](C)[C@@H](OC(=O)C)IC@HI(
795 | 1-Deoxylankamycin | 10 groc(=0)c@@HI[C@HI(C@@H]ICIOCOC(CICCChClociocFojciccaHcecic | 82 | N
— COC1CC(C)OC(C10)0CAC(C)CC(C)(0)C=0)C(C)C(OC(=0)C)C(C(OC(=0)C(C(CH C)OCOC(C)C
756 | Kujimycin A C(C1)(C)OC)0)C)C(C(O)CICIC 382 No
7 |85 COCICC(C)OC(CT0)0IC@HITC@@HICICIC@@HICICFOIC@HICIC@@HIIOCEOICICEH] | 5 N
Dideoxylankamycin | (IC@HJ(OC(=0)[C@@HI(C@HI(C@@HJ1C)OC10C(C)C(C(C1)(C)OC)OC(O)C)CC@HI(CTICIC 0
CO[C@H]1C[C@@HI(C)O[C@H]([C@@H]10)0[C@H]1[C@@H](C)CIC@@H](C)C(=0)[C@H](C)[C
758 | 8-Deoxylankamycin | @@H](OC(=0)C)[C@HI(C(OC(=0)[C@@HI(C@HI(C@@HITC)OC@@H1 OIC@@HIC)IC@HI(C | 382 No
@I1(C1)(C)OC)OC(=0)C)C)[C@HI([C@@H](O)C)C)C
759 | Ebelactone B CCIC@HI(C@HI(C@@H](C(=0)[C@@H](C=C(ICIC@@H](C10C(=0)[C@HJ1CC)C)\C)C)C)0)C 383 Yes
760 | Ebelactone A CCC(C(C(C(=0)C(/C=C(/CC(C10C(=0)C1C)C)\C)C)C)0)C 383 No
761 | 6-Deoxyerythronolide A | CCC10C(=0)C(C)C(0)C(C)C(O)C(CC(C(=0)C(C(C1(C)O)O)C)CIC 384 Yes
762 | o Damorytronsidos | CC@H1OC-OICGRICICO@AIOIC@ICICEBHIOICHICCORICEOIC@ETI8 | 35 | ve
CCCI[C@H]10C(=0)[C@H](C)[C@@H](0)[C@H](C)[C@@H](O)[C@H](CIC@H](C(=0)[C@@H](C
763 |scremBLisonorer | iSOG 385 No
764 | Nisamycin 0C(=0)/C=C/C=C/C=C/[C@@]1(0)C=C(NC(=0)/C=C/C=CIC2CCCCC2)C(=0)[C@HI2IC@@H]102 | 386 Yes
4
765 | Hydroxyprotoasukamey | C/C=C/C=CIC=CIC(=O)NC1=C[C@@](0)(/C=CIC=CIC=CIC(=0)NC2=C(0)CCC2=0)C2C(C1=0)02 | 387 No
in
766 | Alisamycin 0=C(NC1=CC(0)(/C=CIC=CIC=C/C(=0)NC2=C(0)CCC2=0)C2C(C1=0)02)/C=CIC=C/C1CCCCCH 387 No
767 | Asukamycin | CCCC/C=CIC=CIC=C\C(=0)NC1=CC(0)(/C=CIC=CIC=CIC(=0JNC2=C(0)CCC2=0)C2C(C1=0)02 387 No
768 | ManumycinB %%C])(%[fgl)-lc])(é()l\zc))é/C(=O)NC1=C[C@@](O)(/C=C/C=C/C=C/C(=O)NCZ=C(O)CCCZ=O)[C@H]2[C@ . "
oo | Manumycin A CCCCIC@HI(C=C(C=C{IC(=OINCI=CIC@@I(0)(C=CIC=CIC=CIC(=ONC2=CIO)COCZ=0IC@H] | 557 "
Streptomyces Parvulus | 2C(C1=0)02)\C)\C)C
770 | Manumyein E gC(CC/C=C/C=C/C=C/C(=O)NC1 =CC(0){[C=CIC=CIC=CIC[=OINC2=CO)CCC2=0)C2C(CI=0102) | o "
. CCCCIC@H]IC=C(IC=C(IC(=0)NC1=C[C@@](0)(/C=CIC=CIC=CIC(=0)NC2=C(0)CCC2=0)[C@H]
771 | Manumycin 2[C@@H](C1=0)02)\C)\C)C 387 No
172 | ssukamyei gzg/(glgézg[gc@c@c]((;?)(/C=C/C=C/C=C/C(=0)N02=C(0)CCC2=0)[C@H]z[C@@H](c1=0)02)/C=C/ . Yoo
175 | Cotmbomyein A CIC=CIC=CIC=CIC=CIC(=ONCI=CIC@@(O)C=CIC=CIC=CIC=CIC(FOINCZ=COICCC2=0)C@ | a7 "

H2[C@@H](C1=0)02




Comp

Noa Name SMILES® Cluster No® | Rep
774 | Manumycin G Cé(ll_l(]/zé?(z/g):oCZ/%C/C(=0)NC1=C[C@@](O)(/C=C/C=C/C=C/C(=O)NCZ=C(O)CCC2=O)[C@H]2[C@ 387 No
775 | Colabomycin E g/f;)():gz:C\C:C\C=C\C=C\C(=O)NC1=CC(O)(/C=C/C=C/C=C/C=C/C(=O)NCZ=C(O)CCCZ=O)CZC( 388 Yes
776 | Salternamide A 0OC(=0)CCCC[C@@]1(0)C=C(NC(=0)/C=C/[C@H](C[C@H](C=C(C)C)C)C)C(=0)C(=C1)CI 389 Yes
777 | Antibiotic U-62162 0C(=0)CCCCC1(0)C=C(NC(=0)/C=C/C(CC(C=C(C)C)C)C)C(=0)C2C102 389 No
778 | Puupehenone 0=C1C=C20[C@@]3(C)CC[C@@HKC@]([C@HI3C=C2C=C10)(C)CCCC4(C)C 390 Yes
(7E)-7-Ethyl-4-hydroxy- _ _ _
779 7-undecene-3,6-dione CCCI/C=C(/C(=0)CC(C(=0)CC)0)\CcC 390 No
780 | 2',5'-Dimethoxyflavone | COc1ccc(cc1ctcc(=0)c2c(01)ccec2)0C 391 Yes
781 | JS1 CCCC1CCC(01)c1ec(OC)c(c(c1)0C)0C 392 Yes
4'-O-beta-D-Glucose
piericidin A 10-O-alpha- _
782 D-glucose (1—>6)-beta- COc1ccc(ce)ctec(=0)c2c(01)cc(cc20)0C 393 Yes
D-glucoside
5,74 -
783 Trimethoxyflavone COc1ccee(cet)e1ec(=0)c2c(01)cc(cc20C)0C 393 No
784 | SHydroxy-7.4- COctcce(ce)C1CC(=0)c2¢(01)ee(cc20)0C 393 No
dimethoxyflavanone
785 | Narngenniimeyl | Goctoec(cet)C1CC(=0)e2e(01)ee(ec20C)0C 393 No
786 | Genkwanin COc1cc(0)c2c(c1)oc(cc2=0)c1cec(cc1)0 394 No
787 | 4-Hydroxy-5,7- COc16c20C(CC(=0)e2¢(c1)0C)cTeoc(ce)O 304 No
dimethoxyflavanone
788 | Sakuranetin COc1cc20[C@@H](CC(=0)c2c(c1)0)c1cee(cc1)O 394 Yes
789 | Naphterpin C 0=C1C2=C(OC([C@@H]3C2=C[C@@](C)(O)CC3)(C)C)C(=0)c2c1cc(O)c(c20)C 395 Yes
790 | Naphterpin B 0=C1C2=C(OC([C@@H]3C2=C[C@)](C)(O)CC3)(C)C)C(=0)c2c1cc(0)c(c20)C 395 No
791 | Naphterpin E CC(=0)O[C@H]1CC2C(C[C@H]1C)C1=C(0C2(C)C)C(=0)c2c(C1=0)cc(c(c20)C)0 395 No
792 | Naphterpin D C[C@@H]1CC2C3=C(0C(C2C[C@@H]10)(C)C)C(=0)c1c(C3=0)cc(c(c10)C)O 395 No
793 | Debromomarinone CC(=CCC[C@]1(C)0C2=C([C@@H]3[C@H]1CCC(=C3)C)C(=0)c1c(C2=0)c(O)cc(c1)0)C 395 No
794 | Naphthgeranine B 0CC1=CC2C(CC1)C(C)(C)OC1=C2C(=0)c2¢(C1=0)c(O)cc(c2)0 395 No
795 | NSC640155 CC1=CC2C(CC1)C(C)(C)0C1=C2C(=0)c2c(C1=0)c(O)c(c(c2)0)C 395 No
, CCC(C(=0)0[C@H]1C[C@H2[C@@H](C[C@H]1C)C1=C(OC2(C)C)C(=0)c2c(C1=0)cc(c1c2CIC@
796 | Naphthablin B H2C@]1(C)CO[C@@H]20)0)C 396 No
797 | Naphthablin 0CC(c1¢(O)ec2c(c10)C(=0)C1=C(C2=0)C2CC(C)C(CC2C(01)(C)C)OC(=0)C(C)C)(C=C)C 396 No
, 0=C(C(C)C)O[C@H]1C[C@HI2[C@@H](C[C@H]1C)C1=C(OC2(C)C)C(=0)c2c(C1=0)cc(c1c2C[C@
798 | Naphthablin C H2C@]1(C)CO[C@@H]20)0 396 Yes
(2R,3R 45,55 6R)-2-
(((2E,4R,5R 6E,8E,11E
)-13-(4-Hydroxy-6-
methoxy-3-
g | evRYIARZY | OCIC@HIOIC@@HIOIC@@HIC(=CIC)CICR@HIIC=C(C=CICIC(=CICE2InHIE(OC)ce(=0)c2C | 5o "
ramethyitideca- | /C)CICIC@EHIIC@HIIC@E@HI10)0)0
2,6,8,11-tetraen-4-
yl)oxy)-6-
(hydroxymethyl)tetrahy
dro-2H-pyran-3,4,5-triol
(2R,3R,48,5S,6R)-2-
(((2E,4R,5R 6E,8E,11E
)-1-Hydroxy-13-(4-
hydroxy-5,6-dimethoxy- _ = _ -
800 | 3-methylpyridin-2-y))- OC/C=C(/[C@@H]([C@@H](/C=C(/C=C/C/C(=C/Cc1[nH]c(OC)c(c(=0)c1C)OC)/C)\C)C)O[C@@H]1 397 No

3,5,7,11-
tetramethyltrideca-
2,6,8,11-tetraen-4-
yl)oxy)-6-

O[C@H](CO)C@HI([Ce@HI(C@H]10)0)0)\C




Comp

Noa Name SMILES® Cluster No® | Rep
(hydroxymethyl)tetrahy
dro-2H-pyran-3,4,5-triol
N OC[C@H]10[C@@H](O[C@@H](/C(=C/C)/IC)[C@@H](/C=C(/C=CICIC(=C/Cc2[nH]c(OC)c(c(=0)c2
801 | Glucopiericidin A C)0C)C)\C)C)IC@@HI(C@H|(C@@H]10)0)0 397 Yes
802 | PM050511 CIC=C(/C(C(/C=C(/C=CICC(/C=Clc10c(OC)c(c(=0)c1C)C)C)\C)C)OC10C(CO)C(C(C10)0)O)\C 397 No
803 | Glucopiericidinol A1 8§é(é@@@klh1]géﬁ%@géﬁ%%%%mCUC:CUC:C/CC(/C:C/CZ[nH]C(OC)C(C(zO)CZC)OC)(O)C)\C) 397 No
13-
... | OCIC=C(\[C@@H]([C@@H](/C=C(\C=C/C/C(=C\Cc1[nH]c(OC)c(c(=0)c1C)OC)/C)/C)C)O[C@@H]1
804 /I;Iydroxyglucoplenmdm O[C@HJ(CO)IC@HI(C@@HI(C@HI10)0)0)/C 397 No
805 | PM060431 0CC10C(OC(/C(=C/C)/C)C(/C=C(/C=CICC(/C=Clc20c(OC)c(c(=0)c2C)CC)C)\C)C)C(C(C10)0)O 397 No
ZHydroxymethyl- | 00020/0=C/C(=CIC@HI(C@HIIC(=CIC)C)O[C@@HI1O[C@HI(CO)IC@HI(CR@HI(C@H!
806 | delta3, 4-glucopiericidin 0)0)0)C)/C)/C)CeInc(0C)e(e(c1C)0)OC 397 No
807 (118,12R)-Piericidin C1 | OC[C@H]10[C@@H](O[C@@H]([C@@]2(C)O[C@@H]2C)[C@@H](/C=C(/C=CIC/C(=C/Cc2nc(OC 397 N
10-O-beta-D-glucoside | )c(c(c2C)0)0C)/C)\C)C)[C@@H](C@H]([C@@H]10)0)0 °
7-Demethy13- | o0 0o 1c@@HIC@@H]IC=CIC=CICIC(=CICeAng(OC)c(c(¢1C)0)0C)/C)C)O[C@@HI10[C@H]
808 E\ydroxyglucoplenmdm (CO)IC@HI(C@@HIC@HI0)0)0)\C 397 No
5-Hydroxy-6- CO[C@@H]([C@H](C/C(=C/Cc1nc(OC)c(c(c1C)O)OC)/C)0)/C(=C/[C@H]([C@H](/C(=CIC)/C)O[C@
809 | hydroxymethyl @HJ10[C@H](CO)[C@HIC@@HIC@HI10)0)0)C)IC 397 No
glucopiericidin A
5-Hydroxy-6-
810 hydroxymethyl-13- OC/C=C(/[C@@H]([C@@H](/C=C(/[C@H](IC@H](C/C(=C/Cc1nc(OC)c(c(c1C)0)OC)/C)0)OC)\C)C) 397 N
hydroxyglucopiericidin | O[C@@H]10[C@H](CO)[C@H]([C@@H]([C@H]10)0)O)\C 0
A
811 | Phileucin CCC(c1nce([nH]c1=0)Cc1cceec)C 398 Yes
812 | Benastatin A CCCCCclcc2cec3c(c2c(c1C(=0)0)0)cc1c(c30)C(=0)c2¢(C1(C)C)ec(cc20)0 399 Yes
813 | Benastatin B CCCCCc1cc2CCe3c(c2c(c1C(=0)0)0)cc1c(c30)C(=0)c2¢(C1(C)C)ec(cc20)0 399 No
814 | Benastatin C CCCCCc1cc(0)c2c(c1)ccctc2ec2¢(c10)C(=0)c1¢(C2(C)C)ec(cc10)0 399 No
815 | Citreaglycon A COC1(C)OC(=0)c2c(C1)cctc(c20)c2¢(CC1)c(0)c1c(c20)c(=0)c2¢(01)cce(c20)C(=0)0 400 Yes
816 | Dehydrocitreaglycon A | COC1(C)OC(=0)c2¢(C1)cc1c(c20)c2¢(CC1)ectc(c20)c(=0)c2c(01)cee(c20)C(=0)0 400 No
817 | Lagunapyrone E 8%8%1)/%;:\(8)72: ;8))([:C@@H](C(/C(:C/C/C:C(/C/C(:C/C(:C/C[C@H]([C@H]([C@@H](/C(=C/C)/C) 401 No
818 | Lagunapyrone C 8;3(53)8;3%;\1%/3())(;?@@H](/C(:C/C/C:C(/C/C(:C/C(=C/C[C@H]([C@H]([C@@H](/C(:C/C)/C) 401 Yes
819 | Lagunapyrone D g;:oc);:é ;:/((::c)(\%t;;;)oo))[g@@H](C(/C(=C/C/C=C(/C/C(=C/C(=C/C[C@H]([C@H]([C@@H](/C(=C/C)/C)O) 401 No
820 | Lagunapyrone A %g\légggg%?(])()[%@@H]([C@@H](C/C:C(/C:C(/C/C(:C/C/C=C(/[C@H](C(c1ccc(c(=O)o1)C)C)O)\C) 401 No
CCCc1ccc(oc1=0)[C@@H]([C@@H](/C(=C/C/IC=C(/CIC(=C/C(=C/C[C@H]([C@H]([C@@H](/C(=C/
821 | Lagunapyrone B C)/C)0)C)0)/C)/O)IC)ICI0)C 401 No
822 | Isoxanthohumol COc1cc(0)c(c2c1C(=0)CC(02)c1cee(cc1)0)CC=C(C)C 402 Yes
823 gsﬁﬂﬁoﬁg\?ﬁone COctece(cel)C@@HJ CC(=0)c2¢(01)ec(c(c20)CC=C(C)C)O 403 Yes
(2"S)-5'-Lavandulyl-2'-
824 | methoxy-2,4,4',6"- COc1cc(O)c(c(c1C(=0)/C=Clc1cec(cc10)0)0)CIC@@H](C(=C)C)CC=C(C)C 404 Yes
tetrahydroxylchalcone
5'-Lavandulyl-4'-
825 | methoxy-2,4,2',6'- COc1ec(0)c(c(c1C[C@@H](C(=C)C)CC=C(C)C)0)C(=0)/C=Clc1ccec(cc10)0 404 No
tetrahydroxylchalcone
(2S,2"S)-6-Lavandulyl-
826 |5,7,2'4"- CC(=CC[C@H](C(=C)C)Cc1c(O)cc2e(c10)C(=0)CIC@H](02)c1cec(cc10)0)C 404 No
tetrahydroxylflavanone
827 | Benthocyanin A clceccee1.C/C(=C\Cn1c2ce3c(ce2nc2ctcecc2C(=0)0)oc(=0)c3C)/CCC=C(C)C 405 Yes
828 | Benthocyanin B C/C(=C\Cn1c2cceec2ne2ecete(c2C(=0)0)oc(=0)c1C)/CCC=C(C)C 405 No
829 | Piericidin B5 N-Oxide | CC/C=C(/C(C(/C=C(/C=C/C/C(=CICc1c(C)c(O)c(c([n+]1[O-])OC)OC)/C)\C)C)OC)\C 406 No
830 | Piericidin C4 COc1nc(C/C=C(/CIC(=CIC(=CIC(C(C2(C)OC2C(C)C)0)C)/C)/C)\C)c(c(c10C)0)C 406 No




Comp

Noa Name SMILES® Cluster No® | Rep
2-(2E5E.7EORAOR)-
10(28.39)-2.3-
Dimethyloxiran-2-yl)-

B | .| COCTE{CIC=CCICI=CIC(-CIC@HI(C@HI(C@IZCIOC@HIZCIOICICYC) Cllelc10CI0)C 06 | No
trien-1-yl)-5,6-
dimethoxy-3-
methylpyridin-4-ol

832 | Piericidin C6 CCC10CH(C)C(CUIC=CAC=C(CIC(=C/Ceinc(OC)c(e(c1C)0)OC)C)C)ICICI0 406 No

833 | Piericidin C5 CCC10CH(C)C(C(IC=CC=C\C/C(=C/Ceing(OC)c(e(c1C)0)OC)C)IC)C)O 406 No

834 | 11-Demethylpiericidin A | C/C=CIC@@H)(C@@H](C=C(/C=CICIC(=C/Ccnc(OC)c(c(c1C)0)OC)C)\CICIO 406 No

535 %Eéi%;)E_f;ﬁé?R'mR' C/)c(:)clzéc\(gC)nc(c(mO)C)C/C=C(/C/C(=C/C(=C/[C@H]([C@H](/C(=C/[C@@]([C@H](O)C)(O)C)/C)O)C 406 "

Dihydroxyl-IT-143-A JC)C)
536 (12?’%:;’1%';)5_'1131,155R'10R' (;gc;éc\(gC)nc(c(mO)C)C/C=C(/C/C(=C/C(=C/[C@H]([C@H](/C(=C/[C@]([C@@H](O)C)(O)C)/C)O)C 406 "
Dihydroxyl-IT-143-A JC)C)
837 | Piericidin A3 COcIne(CIC=C{/CIC=CIC(=CIC(C(IC(=C\C(C)C)IC)O)C)C)\C)e(c(c10C)0)C 406 No
2-
(2E,5E.7E.9R 10R 11
E)-10-Hydroxy-
838 gg;ﬁ;;ﬂh'yltri toca. | CIC=CIIC@@HIIC@@HI(C=C(IC=C(CIC(=C/Ceing(OC)e(e CIO)OCHCC)CICIONG 406 Yes
2,5,7,11-tetraen-1-yl)-
5,6-dimethoxy-3-
methylpyridin-4-ol
CCIC@HITCCCIC@HIOIC@HIRCCIC@@HIC@HI02ONCICIIC@@HICIC(=0)C2=CIC@@H]

839 | Spinosyn A 3[C@HI(C@@HJ2CC(=0)01)C=CIC@HI C@HBCIC@@HI(CT)O[CR@HI1OIC@EHICIC@@H] | 407 | Yes
(C@HI(C@HJ10C)0C)0C
CCIC@HI1CCCIC@HI(OIC@HICCIC@@HIC@HI02ONC)C@@HICIC(=0)C2=CIC@@HIIC

840 | Spinosyn B @HJ(C@@H]2CC(=0)01)C=CIC@H1C@HI3CIC@@HICT)OIC@@HITOC@@HICICRRHIIC | 407 No
@HJ(C@H]10C)0C)0C
CCIC@HI1CCCC(0[C@MCCIC@@HIC@HI02)CNCIO)C@@HICICF0)C2=CIC@@HIBICE
HI([C@@H]2CC(=0)01)C=C[C@H]1[C@HI3CIC@@H](C1)0[C@@H]1O[C@@H](C)C@@H](C@

841 | Spinosad HJ((C@H]10C)0C)0C.CCIC@H]1CCCC(O[C@HIRCCICR@HIC@HI02ONCICICR@HICIC= | 407 No
0)C2=CIC@@HBIC@HI(C@@H]2CC(=0)01)C=C(C)[C@HJ C@HBCIC@@HI(CT)O[CR@H]101

— C@@H](C)[C@@H]([C@HI([C@H]10C)0C)0C
B2 | 3o aminpiatonolde | CCCTCCIC(=0/C=CIC=CICC(0C(=0]CCIC(CIOCTOC(CICCICIONCICIOCIONC 408 | Yes
843 | Desosaminyl tylactone 88[(%%31(1001[8)%%')*é()%))%()zcoc))’g;g’c(=C’[C@@H]<[C@H](OC(zo)C[C@H]([C@@H]([C@H]1OC1 409 | Yes
844 | D-QuinovosyHylactone 8‘5[(%)@&'(]:1(gE%C‘)@O@;J/c';')]é%c)g%‘;gc’o(=C’[C@@H]([C@"'](OC(=O)C[C@H]([C@@H]([C@H]1001 409 No
845 | Dihydropicromycin | CCC10C(=0)C(C)C(=0)C(C)C(OC20C(C)CC(C20)N(C)CIC(CC(C(=0)CCCH(C)0)C)C 410 No
; CCIC@H]10C(=0)[C@H](C)C(=0)[C@H](C)[C@@H](O[C@@H]20[C@H](C)C[C@@H]([C@H]20)

846 | Narbomycin N(C)C)[C@H(CIC@HI(C(=0)/C=C/[IC@HI1C)CIC 410 No

847 | Albomycatin CCC10C(=0)C(C)C(=0)C(C)C(OC20C(C)CC(C20)N(C)C)C(CC(C(=0)/C=C\CH(C)O)C)C 410 No
; ; ; CCIC@H]10C(=0)[C@H](C)[C@@H](O)[C@H](C)ICe@@H](O[C@H]20[C@@H](C)CIC@H(Ce@

848 | Dinydroplkromyein | H120)N(C)C)IC@H)(CIC@H(C(=0)C=CIIC@I1 (C)O)C)C Mo | ves
- ; ClC@H]10[C@@H](O[C@H]2[C@@H](C)CIC@@H](C)C(=0)/C=C/[C@H]([C@H](OC(=0)[C@@H]

% _|Neopleomyeh (C=0)C@EHIZCIC)C@H|0ICICICO@HI(CRMICTINCICIO D
- - ClC@H]10[C@@H](O[C@HI2[C@@H](C)CIC@@H](C)C(=0)/C=C/[C@)([C@HI(OC(=0)[C@@H](

%0 |Noveplomeh | 6(-0/C@@HCICIC@HIICHCIOIC@@HIIC@HICTINCICIO M

3'_

CNC1CC(C)OC(C10)0[C@HI1[C@@HI(C)CIC@@HI(C)C(=0)/C=C/IC@HI(C@HI(OC(=0)[C@@H

851 i[r)]emethylneomethymyc J1C)[C@HI0)C)C 411 Yes
- CI[C@H]10[C@@H](O[C@H]2[C@@H](C)CIC@@H](C)C(=0)/C=C/[C@H]([C@H](OC(=0)[C@@H]

%2 |Neomefvmich | 20)C@HI0)CICICREHIIC@HICTNCIC)O M

o |3 CNC1CC(C)OC(C10)0IC@HITIC@@HICICIC@@HICICFOC=CIC@IIC@HIOCOIC@EHTT | ) N

Demethylmethymycin | C)CC)(C)O 0

%51 | 10060xmetymycn | COC@AIOCCOIC@HICIC@@HTOC@@RROC@HICICC@@HIC@HEONCIICEER | 41 | o

C)C[C@H](C(=0)/C=C/[C@H]1C)C




Comp

Noa Name SMILES® Cluster No® | Rep
: CCIC@H]10C(=0)[C@H](C)IC@@H](OIC@@H]20[C@H](C)CIC@@H]([C@HI20)N(C)C)IC@@H(
855 | Methymycin C)CIC@H)(C(=0)/C=C/[C@J1 (C)O)C 412 Yes
3- -O)/C= -
t56 | Demethydeonymethym | CACICCICIOCICIONICRHIICBRHICICCRHICIEOIC-CICRHIICRHION-OICRRH | 4y | o
ycin
0=C[C@H]1C[C@@H](C)C(/C=C/C(=C/[C@@HI(C@H](OC(=0)CIC@H]([C@Q@H](C@H]10[CR@

857 | Chimeramycin A H]10[C@H](C)[C@H]([C@@H]([C@H]10)N(C)C)O[C@@H]10[C@@H](C)[C@@H]([C@](C1)(C)0) 413 Yes
0)C)OC(=0)C)CC)C)/C)O[C@H]1CCIC@@H]([C@H](O1)C)N(C)C
0=C[C@H]1CIC@@H](C)C(/C=C/C(=C/[C@@H](C@H](OC(=0)CIC@H]([C@@H](C@H|10[C@@

858 | Chimeramycin B H]10[C@H](C)[C@H]([C@@H]([C@H]10)N(C)C)O[C@@H]10[C@@H](C)[C@@H]([C@](C1)(C)0) 413 No
0)C)0)CC)C)IC)0[C@H]1CCIC@@H]([C@H](O1)CIN(C)C

. OCCC1CC(C)C(=0)/C=C\C(=C\C(C(OC(=0)CC(C(C10C10C(C)C(C(CT10)N(C)C)OC10C(C)C(C(C1

859 | Relomycin (C)0)0)C)0)CC)COCIOC(C)C(C(C10C)0C)ONC 414 Yes
CCIC@H]10C(=0)[C@HI(C)[C@@H](OIC@@H]20[C@@H](C)IC@@H](C@](C2)(C)OC)O)[C@HI(

860 | Flurithromycin C)[C@@H](C[C@@H]20[C@H](C)CIC@@H](IC@HI20)N(C)C)[C@](CIC@](C(=0)[C@@H]([C@H] 415 No
([C@N(C)O)0)C)C)F)(C)O
CCIC@HI10C(=0)[C@HI(C)[C@@H](CIC@@HI20[C@@H](C)[C@@H](C@](C2)(C)OC)O)IC@H(

861 | Auricin C)[C@@H](C[C@@H]20[C@H](C)CIC@@H]([C@H]20)N(C)C)[C@](CIC@H](CN(IC@@H](IC@HX( 415 No
[C@)1(C)0)Q)C)C)C)(C)0
CCIC@H]10C(=0)[C@HI(C)[C@@H](OIC@@H]20[C@@H](C)IC@@H](C@](C2)(C)OC)O)IC@H(

862 | Erythromycin C)[C@@H](C[C@@H]20[C@H](C)CI[C@@H]([C@H]20)N(C)C)[C@](CIC@H](C(=0)[C@@H](C@ 415 Yes
HI(C@]1(C)O)O)C)C)(C)O

863 | Spectomycin B1 8(CC((=:(131(C3;(CC()CO1)<(:)2cc3ccc(c(c3c(cZC(=O)CC1(C)O)O)O)c1ccc20(c1O)c(O)c1c(c2)C(C(=CC(=O)O)C) 416 Yes

864 | Julichrome Q6.6 8%:0())()8%()%1 c2cc3cec(c(c3c(c2C(=0)CC1(C)0)0)0)c1cec2e(c10)c(0)c1c(c2)C(C(OC(=0)C)C)C(C 416 No

865 | Nivetetracyclate B COC(=0)[C@@H]1c2cc3cc4[C@H](0)CCC(=0)cac(c3c(c2CCI[C@]1(0)CC)0)0 417 Yes

866 | Nivetetracyclate A COC(=0)[C@@H]1c2cc3c(0)c4C(=0)CCIC@H](c4cc3c(c2CCI[C@]1(0)CC)0)O 418 Yes

867 | Julichrome Q6 CC(=0)0[C@@H]([C@@H]1c2cc3ccec(c3c(c2C(=0)C[C@]1(C)0)0)0)C 419 No

868 | 12T061A CC(=0)O[C@H]([C@H]1c2¢(C(=0)C[C@@]1(C)O)c(O)c1c(c20)ccec10)C 419 Yes

869 | 12T061C COc1ccec2e1c(0)c1C(=0)CIC@@](IC@H](c1c20)[C@@H](OC(=0)C)C)(C)O 419 No

: ColCe@H][C@@H](0)C@@H|(0[C@H2[C@@H](OIC@@H](C@@H](C@@H]20)0)C)0c2ce

870 | Chrymutasin 0c3c2c200(=0)cAc5626(c30)6(=N)o(=0)c5cceAC)O[C@@HI(C@@HI10)C 420 Yes

871 | BE 124068 8[C@H]1 [C@@H](C[C@H]([C@@H](IC@H]10)0)C)Oc1cc2e(c3ctc(O)cce3)oc(=0)c1c2¢(O)cc(ct) 421 Yes

872 | BE 12406A 8001cc(C)c02c1c1cc(O[C@@H]3O[C@@H](C)[C@@H]([C@H]([C@H]3O)O)O)c3c(c1002=O)cccc3 421 No

(5R)-5-hydroxy-3-[[2-(4-

873 E}{)‘}fgi‘\}’if\;ﬁgﬁ)ethy']am C=CIC@J1(0)CC(=CC1=0NCCecec(cet)O 422 Yes

cyclopenten-1-one

874 | Formicapyridine B COc1cc(C)e(c(c1)0)ctnc(C)ec2e1c(0)c1c(c2)C(C)(C)c2c(C1=0)c(O)cc(c2)0 423 No

875 | Formicapyridine C COc1cc(C)e(c(c1)OC)c1nc(C)ec2e1c(0)ctc(c2)C(C)(C)c2e(C1=0)c(O)cc(c2)0 423 No

876 | Formicapyridine H COc1cc(C)e(c(c1)0)ctnc(C)ec2e1c(0)c1c(c2)C(C)(C)c2c(C1=0)c(O)c(c(c2)0)Br 423 Yes

877 | Formicapyridine | COc1cc(C)c(c(c1)OC)cnc(C)ec2e1c(O)c1c(c2)C(C)(C)ec2c(C1=0)c(O)c(c(c2)O)Br 423 No

878 | Formicapyridine G Oc1cc(C)e(c(c1)0)c1nc(C)ec2c1c(O)c1c(c2)C(C)(C)c2c(C1=0)c(0)c(c(c2)O0)Br 423 No

879 | Formicapyridine A Oc1cc(C)e(c(c1)0)ctnc(C)ec2e1c(0)e1c(c2)C(C)(C)e2¢(C1=0)c(0)cc(c2)0 423 No

880 | Bagremycin G 0=CNc1cc(cec10)C(=0)Oc1cec(cc1)C=C 424 No

881 | Bagremycin B C=Cc1cce(ce1)OC(=0)c1ece(c(c1)NC(=0)C)0 424 No

882 | Bagremycin D C=Cc1cce(cc1)OC(=0)c1ece(c(c1S)N)O 424 No

883 | Bagremycin E C=Cc1cce(cc1)0C(=0)c1ecc(cc1)O 424 Yes

884 | Watasemycin C[C@@H]1SC(=N[C@H]1[C@@H]1SC[C@](N1C)(C)C(=0)O)c1cccec1O 425 Yes

4-
gg5 | Benzoxazolecaboxylic | 1.00c(c1)c10c2¢(n1)c(cec2)C(=0)0)0 426 No

acid, 2-(5-chloro-2-
hydroxyphenyl)-




Comp

Noa Name SMILES® Cluster No® | Rep
4-
Benzoxazolecarboxylic _
886 acid, 2-(3-chloro-2- 0C(=0)c1cccc2c1nc(02)c1ccec(c10)Cl 426 No
hydroxyphenyl)-
4-
Benzoxazolecarboxylic _
887 acid, 2-(2-hydroxy-5- Cciteec(c(c1)ctoc2e(n1)c(cec2)C(=0)0)0 426 No
methylphenyl)-
888 | Caboxamycin Oc1ccceecictoc2e(n1)c(cec2)C(=0)0 426 Yes
4-
Benzoxazolecarboxylic _
889 acid, 2-(2-hydroxy-5- COc1cce(c(c1)ctoc2e(n1)c(ccc2)C(=0)0)0 426 No
methoxyphenyl)-
3- _
890 Hydroxycaboxamycin 0C(=0)c1ccec2einc(02)ctceec(c10)0 426 No
4-
Benzoxazolecarboxylic _
891 acid, 2-(4-chloro-2- Clc1eee(c(c1)0)cloc2e(n1)c(ccc2)C(=0)0 426 No
hydroxyphenyl)-
4-
Benzoxazolecarboxylic _
892 acid, 2-(2-hydroxy-4- Cc1cec(c(c1)O)c1oc2e(n1)c(cec2)C(=0)0 426 No
methylphenyl)-
893 | O-Methylcaboxamycin | COC(=0)c1cccc2c1nc(02)c1ceeecc1O 427 Yes
4-
Benzoxazolecarboxylic
894 | acid, 2-(2-chloro-6- COC(=0)c1ccec2einc(02)ctc(O)ccectCl 427 No
hydroxyphenyl)-,
methyl ester
4-
Benzoxazolecarboxylic _
895 acid, 2-(3-hydroxy-2- COC(=0)c1ccec2e1nc(02)cincecc10 427 No
pyridinyl)-, methyl ester
4-
Benzoxazolecarboxylic
896 | acid, 2-(2-hydroxy-4- COC(=0)c1ccec2e1nc(02)c1cec(cc10)C 427 No
methylphenyl)-, methyl
ester
897 | 5-Hydroxy-nataxazole | COC(=0)c1cccc2cine(02)cccec2cinc(02)c1c(O)cce(c1C)O 428 Yes
898 | UK-1 COC(=0)c1ccec2e1nc(02)c1ccecc2eine(02)c1cecec10 428 No
899 | Antibiotic A 33853 Oc1ccee(cINC(=0)ctncecec10)ctoc2e(n1)c(ccc2)C(=0)0 429 Yes
Benzoic acid, 4-[[(3-
gpp | nydroxy-2- | coC(=0)c1eec(cetINC(=0)etnceee 10 430 Yes
pyridinyl)carbonyljamin
0]-, methyl ester
901 Phenazinomycin CIC(=C\Cn1c2cceec2nc2ciceecc2=0)/CC[C@@H]1C(=C)CCCC1(C)C 431 Yes
902 | Lavanducyanin CC1=C(CCC(C1)(C)C)Cn1c2cceec2nec2eiceec2=0 431 No
. OCC(N(C(=0)CCCCCCCCCC(CC)C)C)C(=O)NC(C(=O)NCC(=0O)N(C1C(=O)NC(C)C(=0O)NC(Cc2cc(
903 | Arylomycin A4 c3cc1cc30)c(0)cc2)C=0)0)CIC 432 Yes
2-[2-(2-{2-[2-(N,10-
Dimethyldodecanamido
)-3-
hydroxypropanamido]pr | CCC(CCCCCCCCC(=0)N(C(C(=O)NC(C(=O)NCC(=0)N(C(C(=O)NC(C(=0)0)C)c1ccc(cc1)0)C)C)C
904 : 432 No
opanamido}-N- 0)C)C
methylacetamido)-2-(4-
hydroxyphenyl)acetami
do]Jpropanoic acid
- COc1¢(Cl)ce(cc1Cl)/C=C(/C(=O)N[C@H](C(=O)N[C@H](C(=O)N1[C@H](C)[C@H](C[C@H]1C(=O)N
2 |Pomenlam®eB | jc@H)Ci=ON(C@HICIONICCCC@HIICEO0CEICOCECcioceicicatiocio | 4 | N
COC(=0)[C@H]1C[C@H](N1C(=0)[C@@H](N(C(=0)[C@@H](NC(=0)[C@@H]1CIC@@H](C@H](
906 | Bonnevillamide A N1C(= 0)[C@H]([C@H](O)C)NC(=0)C(=Cc1cc(Cl)e(c(c1)Cl)OC)0)CC(C)C)C)OC(= 433 No

()[C@@H](NC(

0)C)CC(C)C)0)C(C)C)C




Comp

Noa Name SMILES® Cluster No® | Rep
COc16(Cl)ee(ce1C/C=C/IC=ONIC@HI(C(=0)NIC@H](C(=0)NTIC@H](C)IC@HI(CIC@HIIC(FO)N
907 | Bonnevillamide C [C@H](C(=O)N([C@H](C(=0)N1CCCIC@H]1C(=0)0)C(C)C)0)CC(CICIOCEOICICCOICIC@HIO | 433 | Yes
)0
— CIC@HITCN2IC@@HI(C1)C(=0)0CIC@HINC(=0)[C@HI(CeToc(F)cc(c FINC(=0)CCCicceeet)
908 | Acyldepsipeptide 2 | -5\ 1cCCIC@H]IC(=0)N1[C@H](C(FONIC@H](C2=0)C)CCCCH 434 Yes
— CCCCIC=CIC(=0)N[C@HI(C(=0)NIC@HITCOC(=0)[C@@HI2CIC@HI(CN2C(=0)[C@HICINC(=O)
%09 | Acyldepsipeptide 4 | - aLoN(C(=0)[C@HI3N(C1=0)CCC3)CCCC2)C)Cetee(Flee(cF 434 No
010 | ADEPT CIC=CIC=CIC=CIC(=ONIC@H)C(=ONIC@H]ICOC(=0)C@@HICCICNZCFO)C@HIONCE0) | 4o "
[C@@H]IN(C(=0)[C@@H]2N(C1=0)CCC2)C)C)C)Cecccee]
CIC=CIC=CIC=CIC(=O)N[C@HI(C(=O)N[C@H]J1 COC(=0)[C@@HJ2CIC@HI(CN2C(=0)[C@HIC)N
M | AeSSEFactorA | ¢(=0)[c@@MIIN(C(=0)[C@HIN(C1=0)CCC2)C)CIC)Ceteocee] 35| Yes
CIC=CIC=CIC=CIC(=0)NC(C(=0)NC1COC(=0)C2CC(CN2C(=0)C(CINC(=0)C(N(C(=0)C2N(C1=0)
912 | ADEP CCC2C)C)C)Celcocce 435 No
. CC1CN2C(C1)C(=0)0CC(NC(=0)C(CelcceoctNG(=0)/C=CIC=C\C=C\C=CIC=C/C(=ONC1=C(0)
913 | Enopeptin A CCC1=0)C(=OJN1CCCC1C(=O)N(C(C(=ONC(C2=0)C)C)C | e
914 | Kromycin CCIC@HJ10C(=0)[C@H](C)C(=0)/C(=C\C@HI(CIC@HI(C(=0)/C=C\[C@]1(C)O)CIC)C 4537 | Yes
o15 | Formicamyain COut s CRGETIOC)e e OCIele2e1C-OIC@@ITIC@HICACICICIZACT-ORORA0B | 135 | yos
T O[C@H]1CCC@2(C(=C[C@@H](C3[C@@H2IC@@H](O)CICRI2(C@HI3CIC@@H](C@@H]2|
916 | Penicisteroid C C@@H](C=CIIC@H](C(C)C)C)C)OC(=0)C)C)O)CHIC 439 Yes
or7 | Siostenyi3betaD- | CCIC@@HIC(CICICCIC@HIIC@HIICCIC@@HIIC@TT(CICCIC@HIIC@HIZCC=CZC@IT(CIC w0 | veo
glucoside CIC@@H](C2)0[C@@H]10[C@H](CO)C@H](CR@HI(C@H]10)0)0)C
918 | 14-Hydroxycyclooctatin | OCIC@@H]ICIC@HI[C@@HIC@@HIICIC@@]1(C)CCIC@](C1=CCIC@I2(C)0)0)C(CICI0 441 Yes
919 | 12alpha- OC[C@@H]1C[C@H]([C@@H)2IC@@H]1CIC@@]1(C)C@@H](O)C[C@@H](C1=CC[C@]2(C)0) 442 Yes
Hydroxycyclooctatin C(C)C)0
o0 | 120ete- OCIC@@HITCIC@HIIC@@HRIC@EHICIC@EI T (CIC@HIOICIC@@HICT-CCC@IZCION | 4y N
Hydroxycyclooctatin C)C)0 °
91 | 1617 OCC([C@@H]1CC[C@@]2(C1=CC[C@@](C)(O)[C@@H][C@@H](C2)C@@H](CC)CIC@@H]10 442 No
Dihydroxycyclooctatin | )C)CO
922 | CHEBI:67808 OCIC@H(C@H]1CCIC@I2(C1=CCIC@)(C)(O)C@HI[C@HI(C2IC@HICO)CIC@H1O)C)C 442 No
923 | Cyclooctatin 0CC1CC(C2C1CCA(C)CCC(C1=CCC2(C)0)C(CIC)O 43 | Yes
I P arainloides OC@HICCI0BR(00BIC1)OIC@HIOICBEHICIICACCIBRICCICRBHABRHI | 4y | o
pha-tetraol
OCC([C@H](/C=C/IC@H]([C@H]1CC[C@@H]2[C@]1(C)CC[C@H]1C2=C[C@H]([C@@]2([C@]1(C)
925 | Ananstrep A CCIC@@HI(C2)0)0)0)C)C)C 444 No
o5 | E190sta7 22:dkne- | O[C@HIICCIC@I2(C@EICTOC@HIOIC-CIC@@HIZCCICRRIC@HTICCCREHRCRE | 4y N
3beta,5alpha,Bbeta-triol | HJUC=CIC@@HJ(C(CICICICICIC 0
Ergosta-8(14),22-
a7 |dere O[C@HIICCIC@R(COEICOIC@HIOIC@HICI-CICRBICCICRHRNCICOHICIC | 1 | no
3beta,5alpha,Bbeta7al | @@H](C=CIC@@H](C(C)CICIC)O)C
pha-tetraol
Ergosta-7 22-dene: | 610 gH)1CCIC@I2(C@E)CH)(O)IC@@HI0)C=CIICR@HI2CCICI(CEHIICCICR@HI2ICE
928 ?r?jtaﬁalphaﬁalpha- @HIIC=CIIC@@HI(C(C)IC)ICICICIC 444 Yes
Ergosta-? 22-dene | o1 gHj1CCIC@I2(C@ICH(CIC@@HI0)C=CIC@E@I(0)CCIC@R(CICCC@@HRIC @@
929 3beta,50,6beta,9alpha- | ;2 444 No
Sheta, C=CIC(C(C)C)C)C)C)C
930 | 7-Prenylisatin CC(=CCc1cccc2cINC(=0)C2=0)C 445 No
(E)-6-(4-Hydroxy-3-
931 | methylbut-2-en-1- OC/C(=C/Cc1ccc2e(c1)NC(=0)C2)/C 445 Yes
yl)indolin-2-one
(2)-6-(4-Hydroxy-3-
932 | methylbut-2-en-1- | OCIC(=C\Celcee26(c1NC(=0)C2)/C 445 No
yl)indolin-2-one
933 | Vinylamycin 0CCC(C10C(=0)C(NC(=0)C(C)NC(=0)C=CC(=C)NC1=0)C(C)C)C(CCCCCC)C 46 | Yes
o1 | R B CO{CCCOCCOCCOCCOICTOC-OICNCIOICNCI-OYC-CC-ONCIOICTCICICICFONION) | 47 | ves
o3 | R £ )%C(CCCCCCCCCCCCCCC(C1OC(=O)C(NC(=O)N(C)C(=O)/C=C/C(=C)NC(=O)C1C)C(C(=O)N)O)C - "
936 | Rakicidin A CC(CCCCCCCCCCCC(C10C(=0)C(NC(=0)CN(C(=0)/C=C\C(=C)NC(=0)CIC)C)C(CFONIO)CIC | 447 No




Comp

Noa Name SMILES® Cluster No® | Rep

937 | Rakicidin C CC(CC(CC(C10C(=0)C(CCC=ONINC(=0)CN(C(=0)/C=CIC(=C)NC(=0)CIC)C)C)C)C 448 Yes

938 | Rakicidin F CCC(CC(CC(C10C(=0)C(CCC(=0NINC(=0)CN(C(=0)/C=CIC(=C)NC(=0)CIC)C)C)C)C 448 No

— CO[C@HI1CIC@HI(C)IC@@H](0C)C2=CC(CC3=C20[C@@H]IC@@HI(C)/C=CC)IC@HIOC(

%39 | Herbimycin P ONIC@@HIOCICC=CICIC@IICON3)(CI0)0 WY

940 | BE 18591 CCCCCCCCCCCONIC=cH\nH]/c(=Cl2/C=CC=N2)/cc10C 450 Yes

g41 | MeIVIUndeoyprodigin | GoG1=CC(=NC1=Ceteea(InHITICCCCOCCOCCICIC et ccclnH 451 No

942 | Undecylprodiginine CCCCCCCCCCCcecce([nH]1)/C=C\1/N=C(C=C10C)c1cccnH]1 451 No

043 pgg}gﬂ?n‘fecy'“”decy'p COC1=CC(=NIC/1=Clecce([nH]1)CCCCCCCCCC(C)C)eecclnH] 1 451 No

gaq | Methyidodeeyprodign | 661=Ge(=NC1=Cetacel[nH]1)CCCCOCCCCCCICIC)etcaclnH]1 451 No

945 | Undecylprodigiosin CCCCCCCCCCCcecc([nH]1)/C=C/1\N=C(C=C10C)c1ccclnH]1 451 Yes

946 | Prodigiosin 25C CCCCCCCCCCCet cce(nH])/C=cMInHJic(=C/2\C=CC=N2)ice10C 451 No

s
947 | Methyldodecylprodigini | COctce(jnH]c1/C=CH\C=CC(=N1)CCCCCCCCCCC(C)C)etcecnH! 451 No
ne

%8 | Prodiginine CCCCCCCCCCCet cce([nH])/C=CM/C=CC(=N1)cTcocfnH]1 451 No

%5 | Vighiamycin ;JC )ggucc;;gozc)tg( =CIC@@HIO)CC(=0/Ce2nc(CFOINAC(C=0)0IC@GHIIC@@HIC=CHICICE | 4o You

950 | Ostreogrycin A 0=C1NC/C=C\C(=C/C(0)CC(=0)Ce2nc(C(=0)N3C(=CCC)C(=0)0C(C(IC=C\)C)C(C)C)co2)\C 453 Yes

%51 | 16r-Divydrovm o %1\2\1)C/)C(C)\C§c<?2/§\cé:@@H]( CIC@@HI(0)Cc2ne(CON3C(=CCCAICE0)0C@@HIIC@@HT | 4oy "

952 | Vighiamycin M %Cc):&ucc;gcgz\% CIC@@HI(OICC(=0)Ca2nc(CI=OINAC=CCC3ICFOI0IC@@HIICR@EHIICTY | e, Yoo

953 | Xenocyloin B CCC(C(=0)[C@@H](Cc1cnH]c2c1ceec2)0)C 455 No

954 | Xenocyloin D CCC(C(=0)[C@@H](Cc1c[nH]c2c1ccec2)0C(=0)C)C 455 Yes

955 | Xenocyloin C CC(=0)0[C@@H](C(=0)C(C)C)Cc1c[nH]c2c1ccec2 455 No

956 | Platenolide I CCCACC(C)C(0)/C=C\C=C\CC(OC(=0)CC(C(C10)0C)0)C 456 Yes

957 | Platenolide | CCIC@HJCIC@@H](C)C(=0)/C=CIC=CIC[C@H](0C(=0)CIC@H](C@@HI(C@H]10)0C)0)C 456 No
CICA=CC@@H](C)[C@H](0)/C=CICCIC=CICIC@HI(OC(=0)\C(=CT)\C)[C@HI(C/C=CICIC@@HTT

26 |Poet | ociciojcaHiiceeH]ica@Hiiciol M

959 | FD 892 OC(C(C(C(C(0)C)C)0)C)CCC(C1CIC=C\C=CICCIC=C\C(C(IC=C(C=C(IC(=0)01)\C)/C)C)O)C 458 Yes
COC@HI[C@HIC@@HIC@@HIIC@HI(C/C=CICIC@@HI[C@@HTICIC=CICCIC=CIIC@HI([C

%0 | 250-metyFD-8%2 | @ @H](/c=C(IC=CIIC(=0)01)C)\CICI0)CI0)CI0CIC o8 | Mo
NCCCC(C(C1CIC=CIC(0)CC(0)CC(O)C(C)C(0)C(C)C(0)CC0)CC(0)C(CIC(0)CIC=ClIC(CIC=CI

961 | Desertomycin G C(C(/C=CICCC(C(C(C(/C=CIC=CIC(=0)01)C)0)C)O)C)0)C)0)\C)OIC@HITCIC@HICO)C@HI(IC 459 Yes
@@H]([C@@H]10)0)0)C)0
0CIC@H]10[C@H|(O[C@@HJ2C=C{IC)[C@HI(0)[C@@HI(C)/C=CIC@HIO)C@@HIC)C=C'C

%2 | Desertomycin B CIC@H|(0)IC@HI(C)C@HI(0JIC@Q@HI(CICCIC=C(C)C=0)0C(CIC=CIC@HICICR@HICIC@H | 46 Ve
l[Ce@eH(Ce@e@H]([C@H](C@HI(CIC@H](C[C@@H](CIC@H]20)C)0)0)C)0)0)0)0)0)[C@R@HI(
C@@H](CCCN=C(N)N)O)C)[C@H]([C@H]([C@@H]10)0)0
NCCCC(C(C1CIC=C\C(0)CC(0)CC(O)C(CIC(0)C(C)C(0)CCO)CC(0)CCI0)CIC=CAC(CC=CIC

963 | Desertomycin C(/C=C\CCC(C(C(C(CCIC=C(\C(=0)01)/C)C)0)C)0)C)0)C)0)/C)O[C@HI OIC@@HI(COIICR@H] | 461 Yes
[C@HI([C@H]10)0)0)C)O
0C1CCCC(0)C(CIC(0)CCC(C)C(0)CC(0)CC(0)CCT(0)C(0)C(CCCCT(CIC)C=CC)IC(0)CC(CT

964 | Stambomycin B CC(C(C(CIC=CIC=C(IC(C(C20C(CC(=0)0C(/C=CIC(C1)0)C)(0)C(C)C(C2)0[C@@HIIOC@HIC) | 462 Yes
C@HJ(C(C@HJ10)N(C)C)O)C)O)\CIOICI0)0
CC(CCCCAIC=C(\C)/C(0)CC(0)CCCC(0)C(C)C(0)CIC=CIC=C(IC)/C(0)C(C)C2CC{OIC@@HI30IC

965 | Stambomycin C @HIC)[C@HI(C@@HIIC@HIB0N(C)C)0)C(C(02)(0)CC(=0)0C(C=CIC(CC(CCCC(C(C(CCC(C( | 463 Yes
CC(CC(CCC(C10)0)0)0)0)C)0)CIC)0)0)CICIC
CCCCCCCIC=C(\C)IC(0)CC(0)CCCC(0)C(C)C(0)CIC=CIC=C(C)IC(0)C(C)C2CC{OIC@@HIROT

966 | Stambomycin D C@HJ(C)[C@HI(CIC@HJ30)N(C)C)0)C(C(02)(0)CC(=0)0C(/C=C/C(CC(CCCC(C(C(CCC(C(CCC | 464 Yes
C(CCC(C10)0)0)0)0)C)OICI0)0)0)CIC
CCC(CCCCHIC=C(C)/C(0)CC(0)CCCC(O)C(C)C(0)CIC=CIC=C(C)IC(0)C(C)C2CC(OIC@@HI30]

967 | Stambomycin A C@HJ(C)[C@HI(C(C@HJ30)N(C)C)O)C(C(02)(0)CC(=0)0C(C=CIC(CC(CCCC(C(C(CCT(C(CC(C | 465 Yes

(C
C(CCC(C10)0)0)0)0)C)0)C)0)0)0)C)C)C




Comp

Noa | Name SMILES® Cluster No® | Repd
. 0=C1CCC(01)CCTCC=CC(0)CC(0)CC(0)C(CIC(0)C(C)C(0)CCO)CC(O)CC(0)C(0)C=CIC(CICA
%8 | Oasomycin A CC(C(C=CCCC(C(C(C(CCC=C(C(=0)01)C)C)0)C)0)CIOICI0)C 466 ves
% |omam v &:2%1888%);(?:0&(0)C(OCZOC(C)C(C(CZO)N(C)C)O)C(C)CC(C(=O)CC/C=C\C1COC1OC(C)C(C . "
CO[C@HJ1[C@HI(OCIC@HI2IC=CICCC(=0)[C@HIC)CIC@@HIIC@@HIC@HIIC=CIC=0)0[C
970 | Aldgamycin M @@HI2C)C)0[C@@HI20[C@HI(C)CIC@I3(C@H]20)0C(=0)0[C@HI3C)C)OIC@@HI(C@HIIC 467 No
@HJ100)0)C
COIC@HITIC@HIOCIC@HI2/C=CICCC(=0)[C@HIC)ICIC@@HIIC@@HIIC@HIIC=CIC(=0)0[C
971 | Aldgamycin L @@HI2C)C)0[C@@HI20[C@HIC)CIC@IC@HI20)(O)[C@@HIO)IC)IC)OC@EHI[C@HIIC@H] | 467 No
10C)0)C
. CCC(=0)0C1C(0C(CCT00)C)0C@@HTTIC@@HIC)IC=CIC(=0)0IC@HIC)IC@@HICOC20C(C
972 | Chalcomycin B C(C(C20C)0C)0)C2IC@@HIIC=CIC(=0J[C@@](CCIC)(C)0)02 o7 | No
CO[C@H]T[C@H](OC[C@@HI2[C@@H](C)OC(=0)/C=C/[C@H](C)[C@@H](C[C@@H]30[C@H](C
973 | Aldgamycin G JCCA(IC@HI30)0C(=0)0[C@HIC)[C@HI(CIC@HI(C(=0)/C=CI[C@HIRIC@HIO3CICIOC@@HI( | 467 No
[C@H](C@HJ10C)0)C
CO[C@HT[C@HI(OCC2C@@H](C)OC(=0)/C=CIC@HI(C)COIC@@HBOC@HICICIC@I(CE
974 | Aldgamycin P HJ30)0C(=0)0[C@HI4C)C@HI(CIC@](C(=0)CCIC@HIBIC@HI203)(C)0)C)0IC@@HIIC@HIIC 467 No
@HJ100)0)C
. CO[C@HITIC@HI(0CC2C(C)OC(=0)/C=CIC(C)C(OC@@HIR0IC@HI(C)CIC@IA(C@HI30)0C(=0
975 | Aldgamycin E JO[C@HJAC)C(CC(C(=0)CCC3C203)C)C)0[C@@HIC@HI(C@H]10C)0)C 467 No
CO[C@HITIC@HI(OCIC@HI2/C=CIC=CIC(=0)[C@HI(C)CIC@@HIIC@@HIC@HIIC=CIC(=0)0]
976 | Swalpamycin C@@HI2C)C)0[C@@HI20[C@HI(C)CC3(C@HI20)0C(=0)0[C@HBCICIOIC@@HIICRHI[C@ | 467 No
H10C)0)C
CO[C@H]1C[C@@H](C)O[C@H]([C@@H]10)0[C@@H]1[C@@H](C)/C=C/C(=0)O[C@H](C)[C@H
977 | Chalcomycin E (C=CIC=C/C(=0)[C@@I(CIC@@HI1C)(C)0)COIC@@HIOIC@HIC)IC@HI[C@HIIC@HII0C)0 | 467 No
C)o
75 | NoutramyeinE ?8((;)10(;(é)CC2C(C)OC(=O)/C=C\C(C)C(CCC(C(=O)/C=C\C3C203)C)OC2OC(C)CC(CZO)O)OC(C(C . "
CO[C@H]T[C@H](OC[C@@HI2[C@@H](C)OC(=0)/C=C/[C@H](C)[C@@H](O[C@@H]30[C@H](C
979 | Aldgamycin K )CIC@I(C@HI30)(0)[C@@HI0)C)IC@HI(CIC@HI(C(=0)CCIC@HBIC@HI203ICICI0CREHIIC | 467 No
@H)([C@H]10C)0)C
CO[C@H/1[C@HI(OCIC@HI2/C=CICCC=0)[C@@I(C)(0)CIC@@HIC@@HIIC@HIIC=CIC(=0)
980 | Aldgamycin N O[C@@HI2C)C)0[C@@HI20[C@HI(C)CIC@IIC@HRO)OIC@RHIOICICIOCR@HIICRHIIC | 467 | Yes
@HJ100)0)C
CO[C@H/C@HI(OCIC@HI2IC=CIC=CIC(=0)[C@@](C)(O)CIC@@HIC@@HIC@HIIC=CIC(=0
981 | Aldgamycin O JO[C@@HI2C)C)0[C@@H]20[C@HI(C)CIC@I(C@HI20)(0)[C@@HI(0)C)C)OICR@HIC@HIIC | 467 No
@HJ100)0)C
COIC@HITIC@HI(OCIC@HI2/C=CIC=CIC(=0)[C@HIC)CIC@@HIIC@@HIC@HIIC=CIC(=0)0]
982 | Swalpamycin B C@@HI2C)C)0[C@@HI20[C@HICICICRIC@HI20)(0)[C@@HIC)IC)CIOC@EHIICRHIIC@ | 467 No
H10C)0)C
CO[C@H]1C[C@@H](C)O[C@H]([C@@H]10)O[C@H]1[C@@H](C)/C=C/C(=0)0[C@H](C)[C@@H
983 | Chalcomycin I(COIC@@HIZOIC@HI(C)IC@HIIC@HIIC@HI20C)0C)0)[C@HIZIC@HIIC=C/IC=O)C@@ICIC | 467 No
@@H]1C)(C)0)02
Co[C@@H]1C[C@H](C)O[C@@H]([C@H]10)0[C@@H]1[C@H](C)/C=C/C(=0)0[C@@H](C)IC@H
984 | Dihydrochalcomycin | J(CO[C@HI20[C@@HI(C)IC@@HIIC@@HIIC@@H20C)0C)0)[C@@HIC@@HICCCFOIC@ | 467 No
J(C[C@H]1C)(C)0)02
- CO[C@HICIC@@HI(C)OIC@HI[C@@HIT0)0CTC(C)/IC=CIC(=0)C(C)IC=C(C)IC(=0)C(C)C(O)C
985 | Acidiscalide C(=0)0C(C(C(C/C=CIC(=0)C(CCIC)(C)0)0)CIC(C(O)CIC 468 | Yes
(11E,136)-7,16-
Diethyl-4,6-dihydroxy-
15-{[(5- hydroxy-3,4-
dimethoxy-6-
986 | methyloxan-2- CCC10C(=0)CC(0)C(C)C(0)C(CC)CC(C(=0)/C=CIC(=CICICOCI OC(C)C(C(C10C)0C)I0)C)C 469 | Yes
yl)oxy]methyl}-5,9,13-
trimethyl-1-
oxacyclohexadeca-
11,13-diene-2,10-dione
(11E, 13E)-16-Ethyl-
4,6,7-trihydroxy-15-
{[(5- hydroxy-3,4-
dimethoxy-6-
987 | methyloxan-2- CCC10C(=0)CC(0)C(C)C(0)C(O)CC(C(=0)/C=CIC(=CIC1COCIOC(CIC(C(C10C)0C)0)/C)C 469 No

yljoxy]methyl}-5,9,13-
trimethyl-1-
oxacyclohexadeca-
11,13-diene-2,10-dione




Comp

Noa Name SMILES® Cluster No® | Rep

3O-{alpha-L- . | CC[C@H]10C(=0)[C@H](C)[C@@H](C[C@H]2C[C@H](OC) [C@H]([C@@H](02)C)0)[C@H](C)IC

| grresentronel | g@Hjo)ce)CIc@HlC=0IC@@H)(C@HIICaHICI0CIC)C)0 N

989 | Cycloprodigiosin COC1=CC(=N/C/1=C\c1[nH]c(c2c1C(C)CCC2)C)c1ccc[nH]1 471 Yes

990 | Prodigiosin R2 COC1=CC(=NC1=C1c2[nH]c3cc2C(C1CCCCCCCC3)C(C)C)c1cee[nH]1 471 No

991 | Streptorubin B CCCC[C@H]1CCCCCCc2cc1c([nH]2)/C=c/1\[nH]/c(=C\2/C=CC=N2)/cc10C 472 No

992 | NSC247562 CCCCC1CCCCCCe2etce(nHIR)/C=c/MnHIC(=C/\C=CC=N2)/ec10C 472 No

993 E:itny'cyc'°hepty'p’°di9i CCCCCACCCCCCa2etoo(nHI2)C=ct nHJc(=C\2IC=CC=N2)/cc10C 472 Yes

994 | Prodigiosin R COC10/c(=CI2\C=CC=N2)InHic/1=C\e1 InH]c2ce 1C(CCCCCCCC)CC(CIC 472 No

995 | Metacycloprodigiosin | CCIC@@H]1CCCCCCCCe2eetc(inHI2)/C=cH\nH)/c(=C\2/C=CC=N2)/cc10C 472 No

99 | BMCHP CCCCCICCCCCCe2ee e([nHIZ)/C=c/MnHIC(=CR2/C=CCaN2)/ec1OC 472 No

997 | Prodigiosin CCCCCclcc([nH]c1C)/C=c/1\[nH]/c(=C\2/C=CC=N2)/cc10C 472 No

— CCCCCCCCCCC(CC(0)0C(CC(CIC(C(C(CC(CC(CC(CT(CICICICICCIC(C(C(CC(CCIC=CUC(=CT

%98 | Blasficidin A 2C(=0)CN(C2=0)C)/0)\C)C)C)0)0)C)0)0)C)0)C)0)0)0)0J0)0)0)0)0)C(C(C10)0)0)0 an | e
CCCCCCCeClC@H]CIc@N(0)0[C@H](CIC@H]([C@@H](C@H]([C@@H](C@H](CIC@H](CIC

000 | Aflctin A @H(CIC@H|(C@@HI(C@HI(C@H)(COHICIC@HIICO@HIIC@HIIC@HIC@HIICOGHIIC |  47s | ves
@@H]|(C@H](CIC@@H](CIC@@H](/C=C(/C(=C/2C(=O)N([C@@H](C2=0)C)C)/O)\C)C)C)0)O)C)
0)C)0)C)0)0)C)0)C)0)0)0)0)0)0)0)0)C@H]([C@@H]([C@@H]10)0)0)0
0C(CC(CIC=C{IC(=CV/C(=0)/C(=C/C(C)C)IN(C 1=0)C)O)\C)0)CCC(C(C(C(CCCC(CICUC=CIC(C

1000 | Vancoresmycin =0)/C(=C/C(C(CC(CC(C(CCC(CC(CCC(C(C(C(C(C)C)0)C)0)C)0)0)C)OCIOC(CICIC(CION)O)O) | 475 | Yes
0)0)/C)C)/C)0)C)0)0)C)0)C

1001 | Dimeric dinactin CCC1CC2CCC(02)C(C)C(=0)0C(CC20C(C(C(=0)01)C)CC2)C 476 | Yes

1002 | Dimeric Nonactin CC1CC2CCC(02)C(C)C(=0)0C(CC20C(C(C(=0)01)C)CC2)C 476 No

1003 | Bonactin CCC(CCICCC(01)C(C(=0)0C(CC1CCC(01)C(C(=0)0)C)C)C)0 417 | Yes

1004 | Fegolde C CCOrICCeGICCca@rIOIca@ROCFOOCHICOROCBICBaHCE | ¢ | ve

: CCCIC@H1CIC@@H]2CCIC@@H](02)[C@H](C)C(=0)O[C@H]([C@@H](C@H]20[C@@H](C@
10% | Pemamyeh H)(C(=0)01)C)CC2)0)C@@H](C@HIICCIC@HIOTCICRHINICICICCCIC A
; CCCI[C@H]1CC2CCC(02)[C@H](C)C(=0)0C([C@@H](C20C([C@H](C(=0)01)C)CC2)C)IC@@HN(

1006 | Pamamycin-607 C1CCIC@H](01)CIC@HIN(C)CICCCC 479 No
ClC@@H]1C[C@H]2CCIC@H](02)[C@H](C)C(=0)0[C@@H](C)CIC@@H]2CCIC@@H](O2)[C@

1007 | Nonactin @HI(C)C(=0)0[C@@HI(CIC@@HI20[C@HI[C@@HIC(=0)0IC@HICIC@HI30IC@@HIIC@HY | 480 | Yes
C(=0)01)C)CC3)C)CICCC

. CCC1CC2CCC(02)C(C)C(=0)0C(C)CC2CCC(02)C(CIC(=0)0C(CC20C(C(C(=0)0C(CC30C(C(CH

1008 | Monactin =0)01)C)CC3)C)C)CC)C 481 Yes
CC[C@@H]1CIC@H]2CC[C@H](02)[C@H](C)C(=0)O[C@@H](CC)CIC@@H]2CCIC@@H](02)[C

1009 | Tetranactin @@HI(C)C(=0)0[C@@HI(CC@@H20C@HIC@@HICF0)OC@HICICRHBOC@@HIIC@H | 482 | Yes
JC(=0)01)C)CC3ICTIC)CCCE

010 | ot CCIC@H]1CC2CCC(02)C@HICICF0)0IC@HIICICC2CCC02)C@RICICEOIOC@AICC20CT | 4gs | v

inactin C@@H](C(=0)0[C@@H](CCI0C(C@@HI(C(=0)01)C)CC3IC)CICCACE es
CCIC@H]1C[C@@H]2CCIC@@H](02)[C@@H](C)C(=0)O[C@H](CC)CIC@H]2CC[C@H](02)[C@

1011 | Trinactin HI(C)C(=0)0[C@HI(CIC@H20[C@@HI(C@HI(C(=0)0IC@@HICIC@@HI30ICRHIICR@HIC( | 484 | Yes
=0)01)C)CC3)CCICICCC
CCIC@H]([C@H](O)C)IC=C/C(=0)[C@H]([C@@H]([C@@H](C@H]1OC(=0)/C=C/C=C/IC@H](C)[C

1012 | Efomycin L @HI(OC(=0)/C=CIC=CI[C@@HI1C)[C@HI(C@HI(C@@HI(C(=0)/C=CC@@HI[C@HIOIC)ICIC) | 485 | Yes
0)C)C)0)C
CCIC@H]([C@H](O)C)IC=C/C(=0)[C@H]([C@@H]([C@@H](C@H]10C(=0)/C=C/C=C/[C@H](C)[C

1013 | Efomycin M @HI(0C(=0)/C=CIC=C/[C@@HI1C)IC@HI(C@HIIC@@HI(C(=0)/C=C/[C@@HI(C@HIO)C)CC) 485 No
C)0)C)CIO)C
0=C(C@HI(C@@HIC@@HI(C@HIT0C(=0)/C=CIC=CIIC@HIC)[C@HI(OC(=0)/C=CIC=CIIC@

1014 | Efomycin K @HI10)[C@HI(C@HI[C@@HI(C(=0)/C=CIC@@HI(C@HI(O)CICIC)OICICIOIC)C=CICR@HI[ | 485 No
C@HJ(0)C)C

1015 | Hyaluromycin 8%3)10088)%0(01 0)C(=0)C1=C(C2=0)C[C@@]2(01)CCc1c(02)c(0)c2¢(c1)cc(0c2=0)C(=0)NC1= 486 Yes

1016 | Rubromycin CA1 COc1cc(0)c2c(c10)C(=0)C1=C(C2=0)C[C@@]2(01)CCc1c(02)c(O)c2c(c1)cc(0c2=0)C(=0)0 487 Yes

1017 | Collinomycin COC(=0)c1cc2ec(CCe3ecdc(03)C(=0)c3c(C4=0)c(0C)cc(c30)0C)c(c(c2¢(=0)01)0)0 488 Yes




Comp

Noa Name SMILES® Cluster No¢ | Repd

1018 | beta-Rubromycin COC(=0)c1cc2ec3CCIC@@14(0c3c(c2¢(=0)01)0)CC1=C(04)C(=0)c2¢(C1=0)c(OC)cc(c20)0C 489 Yes

1019 | gamma-Rubromycin COC(=0)c1cc2ec3CCIC@@]4(0c3c(c2¢(=0)01)0)Ce1c(04)c(0)c2¢(c10)C(=0)C=C(C2=0)0C 489 No

1020 | Misakimycin COC1=CC(=0)c2¢(C1=0)cc(c(c20)C)0C 490 Yes

1021 | Lactomycin 8 %ECC[E:%%%(%%S]&C[C@H](/C=C\C=C/[C@@H]1CCC[C@@H](C1)0)0)0)(/C=C/[C@@H]1OC(=o e \o

1022 | LactomyeinC )C(g[&%l;l(];)g:CCFO)O[C@HM/C=C/[C@]([C@@H](C[C@H](/C=C\C=C/[C@@H]1CCC[C@@H](C1 1o No

1023 | Lactomyein A %i%[é%]%%%ga]gm@H](/C=C\C=C/[C@@H]1CCC[C@@H](C1)O)O)O)(/C=C/[C@@H]1OC(=O 1o Ves
. ClC@H](C[C@@H](/C(=C/C(=0)[C@@H](CIC@@H](C[C@H](CIC@H](C(=0)O)C)C)C)C)/0)C)C/C

1024 | Campechic AddB | o0 o 0(CC1CCC(01)(C)C1CCC(O1)(CIIC@HI0)C)0)C 492 No
.. CCC(C(=0)/C=C(/[C@H](C[C@H](C/C=C/[C@H](C(CC1CCC(O1)(C)C1CCC(01)(C)[C@HI0)C)0)C

1025 | Campechic Acid A C)C)\0)CIC@@HI(CIC@HI(CIC@HI(C(=0)0)C)C)C 492 Yes

1056 |1 . CIC@@H](C[C@H](IC(=CIC(=0)[C@H](CIC@H](CIC@@H](CCC(=0)0)C)C)C)/O)C)CIC=C/[IC@HI( 192 \

enomyen [C@H)(C@HI(C@H](CIC@@H]1CCIC@@(01)(CIC@H]1CCIC@@](01)(C)IC@H](0)C)0)C)0)C °

1027 | Antbiotic X 146678 g;)CC)I((:(JC((C)C11()C%§(é§JC(J(g)(fg)(;)%)CéCCC(OZ)(CC)CZOC(CCZC)CZOC(O)(COC(=O)NCCc3ccccc3)C(CCZ 193 Ves
o COC(C(C10C2(CCIC@@](02)(C)C2CCIC@@](02)(C)C20C(CC2C)C20[C@@](0)(COC(=0)NCCe

1028 | Antibiotic X-14667A 3600cc3)C(CC2C)C)CC(CIC)0)C)C(C(=0)0)C 493 No

1020 | 260 Methylabieriin 88(%1(%3)((3(()%())((;((3(?(?1(82C(/C(=O)O)\C)C)O)OCZ(C1C)OC(CC2C)(C)C1CCC(O1)(C)C1OC(CC1C)C1 19 No
COC[C@@H]1C[C@@H](CIC@@H](CCIC@@H](/C=C(/C(=0)0)\C)C)0)0[C@@I2([C@@H]1C)O[

1030 | Abierixin C@](CIC@H]2C)(C)[C@H]1CCC@@](01)(C)[C@@H]10[C@HICIC@@H]1C)[C@HI10[Ca@I0) | 494 No
gggEgg%ggﬁ%%H&ggC@@HﬂC)CC1C[C@@H](OC)[C@H]([C@]2(01)OIC@](C[C@HIZC)(

1031 | Grisorixin methyl ester | = 100106.@](01)(C)C10C(CIC@@H]IC)C10[C@IC)O)C@HI(CICR@HIICICIC)C 494 No

1032 |D i CO[C@@H]1C[C@@H](CIC@H]2CC[C@@H](C(02)C(C(=0)0)C)C)O[C@@]2([C@@H]1C)OC(CC 494 N

esoxynigericin 2C)(C)C1CCC(01)(C)C10C(CIC@@H]1C)C10[C@)(C)(O)C@@HI(CICR@HI1C)C °

1033 | Grisorixi Co[C@@H]1C[C@@H](CIC@H]2CCIC@@H](C(02)C(C(=0)0)C)C)O[C@@I2([C@@H]1C)OC(CC 494 N

el 2C)(CIC1CCC(OT)(CIC10[C@HICICR@HI1CIC@HI10ICEC)OICR@HICIC@@HIICIC °
Co[C@@H]C[C@@H](C[C@H2CCIC@@H]([C@@H](O2)[C@H](C(=0)0)C)C)OC2([C@@H]1C)

1034 | F-01A 0[C@@](CIC@@H]2C)(C)[C@@H]CCC@](01)(C)C@@H]1O[C@H](CIC@@H]1C)[C@HI10[C 494 No
@](CO)OC)[C@@HI(C[C@@H]1C)C
Co[C@@H]1C[C@@H](C[C@H]2CCIC@@H](C(02)[C@H](C(=0)0)C)C)0[C@@I2(C@@H]1C)O[

1035 | Nigericin C@](CIC@H]2C)(C)C1CCIC@@](01)(C)C10C(CIC@@H]1C)C10[C@@|(0)(COJCAR@HICICa® | 494 Yes
H]1C)C
COo[C@@H]1C[C@@H](C[C@H]2CC[C@@H]([C@@H](02)[C@H](C(=0)0)C)C)0[C@@2(C@@

1036 | Epigrisorixin H]1C)O[C@](CIC@H]2C)(C)[C@H]1CCIC@@](01)(C)C@@HITO[C@H](CIC@@H]1C)[C@HI1O[C 494 No
?(%(gz((g)g[((::(%g(g)[gg@c}ggzgfc1(C)CCC(O1)C1(C)CCCZ(O1)CC(O)C(C(OZ)C(C1OC(O)(CC(-O)O

1037 | Octacyclomycin JC(C(C10C)OC1CCC(C(01)C)OC)C)C)CICI10C(0)(CO)C(CCICIC 495 ves
CO[C@H]1CCIC@@H](O[C@@H]1C)OCIC@@H] CCIC@@H](0C210[C@HI(CIC@@HI2C)[C@H

1038 | Moyukamycin 110[C@](C)(0)[C@@HI(CIC@@H]1C)C)[C@]! (C)CCC2(01)CIC@HI(O)[C@HIC@HIO2)C@HI( 496 No
C=C(/C(=0)/C(=C/[C@@H](C(=0)0)C)/C)\C)C)C
CCIC=C(/C(=0)C(CC(C(=0)0)C)C)\C[C@@]1(C)COC2(CIC@@H]10)CCIC@@](02)(C)C1CIC@H]

1039 | 3-Hydroxydianemycin ~ | (O[C@@HI2C[C@@HI(0)[C@@H](C@H](02)C)OC)[C@HI(C2(01)0C(CIC@HI2C)CIOIC@@I0)( | 496 No
CO)IC@@HI(C[C@@H]1C)C)C
CCIC=C(/C(=0)C(CC(C(=0)0)C)C)\CIC@@]1(C)COC2(CIC@@H]10)CCIC@@](02)(C)C1CIC@H]

1040 | TM-531B (O[C@@HI2CCIC@@HI([C@HI(02)C)0)[C@H|(C2(01)0C(CIC@HI2C)C10[C@@](0)(CO)Ca@ 496 No
H](C[C@@H]1C)C)C
CO[C@H]1CCIC@@HI(O[C@@H]1C)0[C@@H]1CCO[C@I2([C@@H]TC)CCIC@@](02)(C)C1CC

1041 |A130C [C@H](C2(01)0C(CIC@@H]2C)C10[C@@](0)(CO)C@HI(CIC@@HIIC)C)C)C@HIIC=C(C(=0) | 496 No
gg@gg]c(%[(%%%igg%?c?():?c))cc)za%)(0)00)c1co(cz(o1)oo(ccczo)c1(C)cccz(o1)cc<0)0(c

1042 | CP 80219 (02)C(IC=C(IC(=0)C(CC(C(=0)0)CIC)\CIC)CIC 496 No
CO[C@H]1CCIC@@H](O[C@@H]1C)0[C@@HITCIC@@I2(0[C@]1(C)[C@H]1CCIC@HI(C3(01)0

1043 | Endusamycin [C@HI(CIC@@HI3C)C@@H]1O[C@](0)(CO)[C@HICIC@H]1C)C)CICIC@HIO)[C@HI[C@HI02 | 496 No
JIC@H](/C=C(/C(=0)[C@@H](CIC@@H](C(=0)O)C)C)\C)C)C
CO[C@H]1CC[C@@H](O[C@@H]!C)O[C@@H]1CI[C@H](O[CRI2(C@@H]1C)CCIC@@](02)(C)[

1044 | Lenoremycin C@H]1CCIC@HI[C@I2(01)0[C@HI(CIC@@HI2C)[C@H]10[C@@](0)(CO)C@@HICIC@@HITC | 496 No
)C)C)[C@H](/C=C(/C(=0)[C@@H](C[C@@H](C(=0)O)C)C)\C)C

Lonoremyeinsodium | INIOC(=0IC@HICIC@HI(C=0)C(-=CIC@E@HI[C@E@HITCICR@HIOC2CCC(C(021CI00)Ca
1045 HI(C@@]2(01)CCIC@@](02)(C)C1CCIC@HIC@I2(01)0[C@HI(CIC@@HI20)[C@HI10[C@@l( 496 No

salt

0)(CO)[C@@H](CIC@@H]1C)C)C)C)C)IC)C)C




Comp

Noa Name SMILES® Cluster No¢ | Repd
. COC1CCC(OC1C)OCT1CC(OC2(C1C)OC(CC2C)CT10C(C)(0)C(CCIC)C)CH(C)CCC2(0T)CC(0)C(C

1046 | Leuseramycin 02)C(/C=C(/C(=0)C(CC(C(=0)0)C)C)CICIC 496 No
CO[C@H]TCCC(O[C@@H]TC)O[C@H]1 CC(O[C@@I2([C@@H]1C)OC(CIC@@HI2C)C10[C@@](

1047 | Nanchangmycin 0)(CO)[C@@HI(CIC@@HI1C)C)[C@]1(C)CCIC@@I2(01)C[C@HI(0)[C@H](C(02)[C@HI(/C=C(/C 496 Yes
(=0)IC@@H](CIC@@H](C(=0)0)C)C)\C)C)C

1048 | Antibiofic X 14931 88((:(31(&(())))(())(;((3())((3(;\((3:1)8881CC(CZ(O1)OC(CCCZC)C1(C)CCC2(O1)CC(O)C(C(02)C(/C=C(/C(=O)C( 195 No

1049 | 26-Deoxylaiclomyein 8)CCCE§(=C01)8)CO()CC(C(=0)O)C)C(C1ocz(CCC(oz)(C)cchC(oz)(C)CzOC(CC2C)CzoC(C)(0)C(CC2C) 497 No

1050 | Laidlomyain 8)CCC)§:=&)CO1%()%()CC(=0)0)C)C(C1oc2(CCC(oz)(C)czc:CC(oz)(C)CZOC(cczc)czoC(O)(CO)C(Ccz 497 No

1051 | 26-Deoxymonensin B S(()))CO()CC(C1OC2(CCC(02)(C)C2CCC(02)(C)C20C(CC2C)C20C(C)(O)C(CC2C)C)CC(C1C)O)C)C(C( 497 Ves

1052 | >-O-Demethyimonensin | OC[C@I1(0)0C(C2CIC@@H](C(02IC@I2(CICCC(02)C@I2(CICCICR@I3(02)CIC@HIO)C@H] 497 No

B (C(O3)[C@H](C@HIC@@H](C(=0)O)C)O)C)C)C)IC@H](C[C@H]1C)C
CO[C@@H](C@HI(C@H]10[C@@I2(CCIC@](02)(C)[C@H]2CC[C@@](02)(CC)C@HI20[C@@

1053 | Monensin H](CIC@HI2C)[C@H]20[C@@](0)(CO)[C@@H](CIC@@HI2C)C)CIC@@HI(C@H]1C)0)C)[IC@H]( 497 No
C(=0)0)C

105 | Monensin B gg(())()co()%OCZ(OCC(CZ)(C)C2CCC(02)(C)C2OC(CCZC)CZOC(O)(CO)C(CCZC)C)CC(C1C)O)C)C( 497 No

1055 | 26-Deoxymonensin A gg(())()co()%OCZ(CCC(OZ)(C)C2CCC(02)(CC)CZOC(CCZC)CZOC(C)(O)C(CCZC)C)CC(C1C)O)C)C( 497 No

. COC1C(C)C(OC(C1C)(0)C(C(=0)0)C)C(CT10C2(CCC(02)(C)C2CCC(02)(C)C20C(CC2C)C20C(C)

1056 | Mutalomycin (0)C(CC2C)C)CC(CIC)0)C 497 No
Co[C@@H]1C[C@@H](CIC@@H20[C@](0)([C@H](C(=0)0)0)[C@H]([C@@H](C@@]2(C)OC)

1057 | Arenaric acid 0C)C)O[C@@]2(C@@H]1C)0[C@I([C@@H](C@H]2C)0C)(C)IC@H]1CCIC@H](01)[C@HI1CC] 498 No
C@@H](01)[C@HI(C@H](C=C(/C(=0)C)\C)C)O
CO[C@@HI'CC@@H](CIC@@HI20[C@](O)([C@H](C(=0)0)0)[C@HI([C@@HI(C@@]2(C)CC)

058 | kat 0C|C)OIC@@I2(C@E@HIC)OIC@IIC@@HI[C@HI2CIOC)C)C@HICCICRHIONICRHICEL | 4os | yes
8%(&%](01)[C@H]1OIC@](C)(O)[C@@H]([C@H]([C@@H]1C)O[C@HHCC[C@@H]([C@H](OUC)
CCo[C@HNC@H](OC)IC@H](C)IC@@HI(O[C@]1(O)[C@H](C(=0)0)C)CC1CIC@@H](OC)[C@H]

1059 | W341C (C@]2(01)0[C@@H](C[C@H]2C)C10[C@@H](CC10C1CCIC@@HI(C@H](01)C)OC)[C@HI1CC] | 498 No
C@@H](ONIC@H1O[C@](C)(O)IC@@H](C[C@@H]1C)C)C
CoC@@H]1ClC@@H](CC@@H20[C@@](O)[C@HI([C@@H](C@@H]2C)OC)C)[C@H)(C(=0)

1060 | Antibiotic 6016 0)0)0[C@@]2(C@@H]1C)0[C@](CIC@HI2C)(C)[C@@H]10[C@@H](CIC@HI10CICCIC@@H][ | 498 No

"2 C@H](01)C)oC)[C@H]1CCIC@@H](O1)[C@H1O[C@](C)(O)[C@@H](CIC@@H]!C)C
((28,35,4S,58,65)-6-
((2R,3R,4R,58,7S,9R,
10R)-3,9-dimethoxy-2-
((28,2R 5R 5R)-5*-
((28,35,4S,5R 6S)-6-
methoxy-4-
(2R 55,6R)-5-
mgﬂoig{gh darooH- | Colc@eHN1CIC@@H](CIC@@HIZ0[C@I(O)([C@HI(C(=0)0)0)C@HI(C@@HI([C@@2(C)OC)
1061 y2 | / 356. | 9C)0)0[CRA(C@@H]1C)IO[C@I(C@@H](C@H]2C)OC)(C)IC@HI1CCIC@H](O1)[C@H]1CC 498 N
pyrar-24)oKy358 | C@@H|01)IC@HI10IC@IIC)OC)ICR@H)ICEHIIC@@HIICIOIC@HIICCICRHIIC@HIOT) °
yltetrahydro-2H- C)oC)C
pyran-2-yl)octahydro-
[2,2"-bifuran]-5-yl)-
2,4,10-trimethyl-1,6-
dioxaspiro[4.5]decan-7-
yl)methyl)-2-hydroxy-
4,5-dimethoxy-3,5-
dimethyltetrahydro-2H-
pyran-2-yl)-2-
hydroxyacetic acid
COC1CC(CC20C(0)(C(C(=0)0)0)C(C(C2(C)OC)OC)C)OC2(CI1C)OC(CC2C)(C)IC1CCC(O1)CICC

1062 | CP 96797 C(01)C10C(C)(0)C(C(C1C)0CICCC(C(01)C)OC)C 498 No
ClC@H]1C[C@@HI(C)IC@](O[C@@H]1CIC@@]1(0)0[C@@H](CIC@H]2CCIC@@H](C@H)(02)[

1063 | Terrosamycin A C@H](C(=0)[0])C)C)[C@@H](CIC@@H]1C)C)(0)CIC@H](C@HI(C(=0)[C@@](C@@H]CCIC@ 499 Yes
@(O1)(C)C@H]! CCIC@@]([C@@H](O1)C)(C)O)(O)C)C)O
CO[C@]1(O[C@H](CIC@@]2(0C)O[C@@H](CIC@HIBCCIC@@H](IC@H](O3)[C@H](C(=0)0)C)C)

1064 | Terrosamycin B [C@@H](CIC@@H]2C)C)[C@HI(CIC@H]1C)C)CIC@HI([C@HI(C(=O)C@@I(C@@HIICCIC@@]( | 499 No

01)(C)[C@H]1CCIC@R@I(C@@H](O1)C)(C)0)(O)C)C)0




Comp

Noa Name SMILES® Cluster No® | Rep
COC@HTCC2(COIC@@]102)(C)C2CCIC@@]02)(C)C20C(C@@HIIC@@HZCI0C)C20[C@l

1065 | Emericid C)(0)[C@@H](C@HIIC@@HI2C)OC)C)OC(C@EHIICIC@HICTOC@IONC@@HIICHIIC | 500 | Yes
@H]1C)0C)C)[C@@H](C(=0)0)C)C

56 | KatB COCTCC(CC20C(0)(C(C(=0)0)O)C(C(C2ICIOCICCI0)0C2(CICIOC(C(C2CIOCICOCICIOTCIOC | 531 | ves
)(C)C1CCC(OT)CICCC(OT)CT0C(CHO)C(C(CICIOC CCC(C(O1)C)OC)C
Co[Ce@H]1CIC@@H](CIC@E@HIZO[C@](0)(C@H](C(=0)0)C)[Ce@@H](C@@H](C@@]2(C)O[

1067 | Septamycin C@HI2CCIC@@HI(C@HI(02)C)0CI0CIC)O[CRE@IR(IC@EHIICIOC@I[C@@HIIC@MI2C)I0) | 502 | Yes
C)C1CCIC@HIOT)C@HIICCIC@@HIOT)C10[C@IC)O)ICR@HICICR@HIICIC
CCC@@HN10[CeH](CClC@@]!(C)O)C@](C)ICIC@HI(C@I(01)(O)C@]1(C)CCIC@HI(0T)C@

1068 | Alborixin HI(C@1(0)OIC@HICIC@@]2(0)O[C@HICCIC@@HIZC)C@HI[C@@HICIC@@HI0C@@H] | 503 | Yes
[C@H](CIC@H]2C)C)[C@H](C(=0)0)C)O)C)IC@HI(CIC@H]1C)C)O)C

1069 | Duocarmycin Sa COc1cc26c([nH]c26(c10C)0C)C(=0N1CC2IC@J3(C1=CC(=0)c1c3ea([nH]T)C(=0)0C)C2 504 | Yes

1070 | Chlorizidine A Cletoe2n(c1CI)C(=0)c1c26c(0)o(c10)[C@@HI1CCe2n1e(Cle(c2)C 505 | Yes

1071 | Actinofuranone B | C/C=C(/C([C@@H](IC=CIC=C(/CCIC=CIC1=C(C)C(=0)C(O1)(C)ONCIC)O)C 506 | No

1072 | E-875 CC=C(C(C(C=CC=C(CCO(CC1=CIC)C(=0)C(OT)(CI0)0)C)CIO)C 506 | No

1073 | SCHEMBL14571373 | CIC=C(IC(C(/C=CIC=C(/CCC(CCI=C(CIC(=0)C(O1)(CI0)O)CICIO)C 506 | No

1074 |Actinofuranone A | CIC=C(IC@@HIIC@@HI(C=CIC=C(/CCIC@HI(CC1=CIC)C(=0)C(01)(C)O)ONCICIONC 506 | No

5[(5E,7E, 11E)-2,10-
Dihydroxy-9,11-
dimethyl-5,7,11-

1075 | tridecatrien-1-yll-2- | CIC=CIC(C(IC=CIC=CICCC(CC1=C(C)C(=0)C(01)(0)C(O)CIOIC)ONC 506 | No

hydroxy-2-(1-
hydroxyethyl)-4-methyl-
3(2H)-furanone

1076 | Actinofuranone E | CCC(/C=C(IC@HI(IC@@HIC=CIC=CICCIC@HI(CCI=CIC)C(=0)C(O1)(0)C(0)C)0)CIO)C)O 506 | No

1077 | Actinofuranone CCIC=C(IC(C(IC=CIC=CICCIC@H)(CC1=C(CIC(=0)C(OT)(O)C(0)C)O)(O)C)O)C 506 | No

1078 | ActinofuranoneD | CCC(C=CIC@@HI(C@@HI(C=CIC=CICCIC@HI(CC1=C(C)C(=0)C(O1)(0)C(0)C)0)CIO)C)O 506 | No

1079 | ActinofuranoneH | CCIC=C([C@@HI(IC@@H](C=C/C=CICCIC@HI(CC1=C(C)C(=0)C(01)(0)C(0)C)0)C)ONC 506 | No

1080 | E-492 0C(CC1=C(C)C(=0)C(01)(0)C(0)CICCC=CC=CO(C(C(=CIC)O)C 506 | Yes

1081 | E-975 CCIC=C{/C(C(/C=CIC=CICCC(CC1=CIC)C(=0)C(O1)(0)C(0)C)0)CIONC 506 | No

1082 |ActinofuranoneF | CC(CIC=C{IC@@HIIC@@HI(C=CIC=CICCIC@H](CC1=C(CIC(=0)C(01)(0)C(0)CI0)CIONC)O 506 | No

1083 | JBIR-108 CCCIC=CIC@@HI(C@@HI(C=CIC=CICCIC@H](CC1=C(C)C(=0)C(01)(0)C(0)CI0)CIONC 506 | No
CCIC@HI([C@HNO[C@I2(C=CIC@H](C@@]3(02)CCIC@@](03)(C)[C@HI2CCICR([C@@H](02

1084 | Salinomycin C)(0)CC)0JIC@@HICIC@@HIICIC)C(=0)[C@HI[C@HIIC@@HIIC@@HIOC@HICCIC@@ | 507 | Yes
HJ1CI[C@HIC(=0)0)CCICI0)C

Deoxy(0-8)- CCIC@H]([C@HN0[C@]2(C=CCIC@@]3(02)CCIC@@](03)(C)[C@HI2CCIC@(IC@@H](02)C)(O

1085 | calinomycin )CO)IC@@HI(CIC@@H]1C)C)C(=0)[C@HI(C@HI(C@@H](C@@H]1O0[C@H](CCIC@@H]1C)IC 508 Yes

@@H](C(=0)0)CC)C)0)C
17-Epi-deoxy(0-8)- CCIC@HI([C@HI10[C@@]2(C=CCC3(02)CCIC@@](O3)(C)IC@H|2CCIC@]([C@@H](02)C)(0)CC

1086 | b ICBEH(CICEBHICICKI-0[COHICEHICRBHICEBHOCEHICCIORRHICIC: | 56 | Mo

1087 | Ferensimycin A CCC(C-0/G(CI0ETOGORCICCTEIIOCFOIGIIOGITOCECTEICTOICECTONE) | g | ves

085 | rosaman CCCIC@@HIC@](CCICC@HIIC@IOTO)CalCCC@HICONCEHCFOC@MICEE | 50 | ne

v hene R R
T = (C@H] (C@H| = [

1089 | Noboritomycin B 1C)C)C(C(=0)[C@HI(C(IC@@H](CC(ctece(c(¢1C(=0)0)0)CCICICIO)CIC S0 | Yes
CCOC(=0)[C@H]10[C@HI(CIC@H]10)[C@@]"(C)O[C@@I2(C@@H](C@H]10C)C)O[C@]1(C=C

1090 | 6-Chloronoboritomycin | [C@H]20)0[C@@HI(C@HI(CIC@H]1C)CIC@HIC(=0)[C@HI(C@HI[C@@HICIC@@HICTeC) | 510 | No
colc(c1C(=0)0)0)CICICI)CIC
CCOC(=0)C10C(CIC@H]10)[C@@I1(CIOC2IC@@HIC@HITOCICIOC@] 1 (C=CIC@HIZ0J0C

1091 | Antibiotic X-14766A | C@HJ(CIC@HITCIC)[C@HI(C(=0)C@HI(C@HIIC@@HICICR@HI(c1c(Cllcc(c(cICEO)0)0)CIC | 511 No
1CI0)CIC
CCOC(=0)[C@H]10[C@HI(C[C@H]10)[C@@]!(C)O[C@R@I2(C@E@H](C@H]10C)C)O[C@]1(C=C

1092 | Noboritomycin [C@H}20)0[C@@H](C@HICIC@H]C)CIC@HIC(=0)CRHIIC@HI[C@@HICIC@@H(ctoce( | 511 | Yes

¢(c1C(=0)0)0)C)C)C)0)C)C




Comp

Noa Name SMILES® Cluster No® | Rep
- CCOC(=0)C10C(C[C@H]10)C1(C)0C2(C([C@H]T0C)C)OC (C=CC20)0[C@@HI([C@H](CIC@H]

1093 | Noboritomycin A 1C)C)C(C(=0)[C@HI(CC@@H](CC(c1ccc(c(c1C(=0)0)0)C)CICI0)CIC 511 No
) 0C(=0)C[C@@H]10[C@@H](C)[C@@23[C@@HI[C@@H]! OcTc2c(=0)oc(ct)Cecccc2e 1c(=0)c

1094 | Sekgranaticin ¢(02)C)C(=0)c16(C3=0)c(0)c2e(c10)[C@H]CIC@HI(C@I2(0)C@HIOTICI0 M2 | Yes
O[C@@H]1C[C@@H](O[C@HJ2CCCC3C2C=CC2[C@@]3(C)C(=0)0C3=C(0)C4(0C3=0)CIC@@

1095 | MC 033 H](C)C(=CC4/C=C\CCCC2)C(=0)0)0[C@@H](C@H] O[C@@H]1 CIC@@H](0)[C@@HI(C@H](0 513 No
1)C)OC(=0)c1c(O)cec(c1C)CIC
OC1[C@H](O[C@HJ2CCCC3C2C=CC2[C@@]3(C)C(=0)0C3=C(0)C4(0C3=0)CIC@@H](C)C(=C

1096 | MC 032 C4/C=C\CCCC2)C(=0)0)0[C@@H]([C@H](C@@H]10)0[C@H]1C[C@@H](OC(=0)c2¢(O)ccc(c2 513 No
C)ICHC@@H](C@HI(01)C)0)C
O[C@@H]1C[C@H](O[C@H]2CCCC3C2C=CC2[C@@]3(C)C(=0)0C3=C(0)C4(0C3=0)CIC@@H]

1097 | MC-031 C)C(=CC4/C=C\CCCC2)C(=0)0)0[C@@H]([C@H]10[C@H]1CIC@@H](OC(=0)c2¢(O)cec(c2C)Cl) | 513 Yes
C@@H]([C@H](01)C)O)C
OC1[C@H](O[C@HJ2CCCC3C2C=CC2[C@@]3(C)C(=0)0C3=C(0)C4(0C3=0)CIC@@HI(C)C(=C

1098 | MC 034 C4/C=C\CCCC2)C(=0)0)0[C@E@H](C@H](C@@H]10)0[C@H]1C[C@@H](0)[C@@HI(C@H](O 513 No
1)C)OC(=0)c1c(0)cce(c1C)CIC
COcTcec(c(c1C(=0)0[C@@H]! CIC@HI(O[C@H2[C@H](0)CIC@@H](O[C@@H]2C)O[C@HJ2CC

1099 | Chlorothricin CIC@@HIBIC@@HI2C=C[CA@H2ICA®I3(C)C(= )oca C(0)[C@J4(0C3=0)CIC@@H](C)C(=C] 513 No
C@HJ4/C=CICCCC2)C(=0)0)0[C@@H](C@H]10)C)C)CI

1100 | Strepantibin B 0=C1C=C(c2cccec2)C2=NC(0C2=C1c1ccecc)(C)C 514 Yes

Phosphatidylinositoima | CCCCCCCCCCCCCCCC(=0/0[C@@HI(COP(=0){0CIC(OC20[C@HICOC@HIICRari(ca@
1101 ! H]20)0)0)C(0)C(C(C10C10[C@H](CO)[C@HI[C@@H]I([C@@H]10)0)0)0)0)0)COC(=0)CCCC 515 Yes
nnoside CCCCC(CCCCCCCC)C
CCCCCCCC(0C10C(C)C@@HI(C@@H][C@@H]10C10C(C)C@@HI(C@@HI(C@@H]10)0)

1102 | Rha-Rha-C10-C10 O10)0ICCE0)0C(CCL0)0)C0CCC0C 516 Yes
CC[C@H]([CeH([Ce@eHl(C@@H]l(C@@HI([C@H([C@@H]10C(=0)C=CCC(0)CC(0)CCCC(O)
CCC(C)IC@HI(O)C(=0)[C@]2(0[C@@H](CIC@H](CIC@@H](C[C@@H](CCCC(C=C[C@H]1C)O)O

1103 | Astolide A J0)0)CIC@@H](0)[C@@H]20)0)C)0)C)0)C)O[C@H]10[C@HI(C)[C@@HI([C@@](C1)(C)0)O[C 517 Yes
@@H]1CCIC@H](C@H](01)C)OC(=0)[C@@H](C@@H](c1coc2e(c1)C(=0)C=C(C2=0)C)0[CA@
HJ1CCIC@H](C@H])(01)C)0)C
CC[C@@H](C@@H](C@HI([C@H](C@H](C@@H]([C@H]10C(=0)C=CCC(O)CC(O)CCCC(0)C
CC(C)[C@@H](0)C(=0)[C@@]2(0[C@H](C[C@@HI(C[C@H](C[C@H](CCCC(C=C[C@@H]1C)0)

1104 | Astolide B 0)0)0)CIC@H](0)[C@H]20)0)C)0)C)0)C)O[C@E@H]O[C@@H](C)[C@HI(C@](C1)(C)O)O[C@H] | 518 Yes
1C[C@H](0)[C@@H]([C@@H](01)C)OC(=0)[C@HJ([C@H](c1 coc2e(c1)C(=0)C=C(C2=0)C)0[C@
H]1CCIC@@H]([C@@H](01)C)0)C
CCC(C(C(C(C(C(C10C(=0)C=CCC(O)CC(0)CCCC(O)CCC(C)C(0)C(=0)C2(OC(CC(CC(CC(CCCC

1105 | PM100117 (C=CC1C)0)0)0)0)CC(0)C2)0)C)0)C)0)C)OC1OC(C)C(C(C1)(C)0)OCICC(O)C(C(01)C)OC(=0) 519 Yes
C(C(ctcec2c(c1)C(=0)C=C(C2=0)C)OC1CCC(C(01)C)0)C
CCC(C(C(C(C(C(C10C(=0)C=CCC(0)CC(0)CCCC(O)CCC(C)C(0)C(=0)C2(0C(CC(CC(CC(CCCC

1106 | PM100118 (C=CC1C)0)0)0)0)CC(0)C2)0)C)0)C)0)C)OC1OC(C)C(C(C1)(C)O)OC1CCC(C(01)C)OC(=0)C(C 520 Yes
(c1ccc2c(c1)C(=0)C=C(C2=0)C)OC1CCC(C(01)C)0)C
0CC10C(OC(CCCCCCCCCCCCCCCC(0)C)CCCCCCCCCCCCCCC2CC(=0)0CC30C(OC(CC(=0

1107 | Fattiviracin A1 JOCC40C(02)C(0)C(C40)0)CCCCCCCCCCCCCC(OC20C(CO)C(C(C20)0)0)CCCCCC(O)C)C(C( | 521 Yes
C30)0)0)C(C(C10)0)0
OC[C@H]10[C@@H](OC(CCCCCC(0)C)CCCCCCCCCCCCCC2CC(=0)0CC30C(0C(CC(=0)0CC

1108 | Fatiiviracin FV-8 40C(02)[C@@H](0)[C@@H]([C@HJ40)0)CCCCCCCCCCCC(O[C@@HI20[C@H](CO)C@HI(C 529 y

affviracin FY- @@H)([C@H]20)0)0)CCCCCC(0)C)[CR@HI(C@HIC@@HI30)0)0)[C@@HI(C@HIIC@@H)! &
0)0)0
109 | Antibotio T 231X gggli(:g)ohl)[/%%@(g)]ég%%@HﬂC/C=C/C=C/C=C\[C@H](OC)CC(=O)Nc20(c(CC/C=C(\[C@@H]([ 53 \o
D-Alanine, N-(2-methyl-
1-oxopropyl)-,
(5R,6E,8E, 10E, 135,14
R,15R,162)-15,22,24-
trihydroxy-5-methoxy- | o 61 14/0=C/C=C/C=CICIC@H](OC(=0)[C@HIINC(=0)C(C)C)C)IC@@HI(C)[C@HIIC(=C/CCe2
1110 ;?,16-d|methyl-3-oxo- o(c(NC(=0)C1)cc(0)c2)0)/C)O 523 No
azabicyclo[18.3.1]tetrac
0sa-
1(24),6,8,10,16,20,22-
heptaen-13-yl ester
D-Alanine, N-(3-methyl-
i (15%825‘&%'?1’05133,1 4 | COIC@HINIC=CIC=CIC=CICIC@HI(OC(=0)[C@HIINC(=0)CC(C)CIC)C@@HICIC@HIIC(=C/CC 53 No

R,15R,162)-15,22,24-
trihydroxy-5-methoxy-

c26(c(NC(=0)C1)cc(0)c2)0)/C)0




Comp

Noa Name SMILES® Cluster No¢ | Repd
14,16-dimethyl-3-oxo-
2-
azabicyclo[18.3.1]tetrac
osa-
1(24),6,8,10,16,20,22-
heptaen-13-yl ester
. CO[C@H]1/C=CIC=C/C=C/C[C@H](OC(=0)[C@H](NC(=0)C2CCCCC2)C)[C@@H](C)[C@H](/C(=C
1112 | Mycotrienin Il JCCe26(c(NC(=0)C1)cc(0)c2)0)IC)O 523 No
.- CO[C@H]1/C=CI/C=CI/C=C/C[C@H](OC(=0)C2(CC2)NC(=0)C2=CCCCC2)[C@H](C)[C@H](/C(=C\C
1113 | Cytotrienin A Ce26(c(NC(=0)C1)ce(0)c2)0)/C)0 523 No
- CO[C@H]1/C=C\C=C/C=C\C[C@H](OC(=0)[C@H](NC(=0)C2CCCCC2)C)[C@H](C)[C@H](/C(=C\C
1114 | Ansatrienin B Ce26(c{NC(=0)C1)ec(0)e2)0)/C)0 523 No
1115 | Trienomycin D 8)0/8)1O/C=C/C=C/C=C\CC(OC(=O)C(NC(=O)CZ=CCCCCZ)C)C(C)C(/C(=C/CCchc(NC(=O)C1)cc(cZ) 53 No
D-Alanine, N-(2-methyl-
1-oxopropyl)-,
(5R,6E,8E,10E,13S,14
R,15R,162)-15,22-
dihydroxy-5-methoxy- A A _ - -
i "o~ | CO[C@H]1/C=C/C=C/C=C/C[C@H](OC(=0)[C@H](NC(=0)C(C)C)C)[C@@H](C)[C@H](/C(=C/CCc2
1116 ;?,16d|methyl3oxo cc(NC(=0)C1)cc(c2)0)/C)O 523 No
azabicyclo[18.3.1]tetrac
osa-
1(24),6,8,10,16,20,22-
heptaen-13-yl ester
. . CO[C@H]1/C=CI/C=C/C=C/C[C@H](OC(=0)[C@H](NC(=0)CC(C)C)C)[C@H](C)[C@H](/C(=C\CCc2
1117 | Trienomycin B co(NC(=0)C1)cc(c2)0)/C)O 523 No
! . CCCC(=O)N[C@@H](C(=0)O[C@H]1CC=CC=CC=C[C@H](OC)CC(=0)Nc2cc(CCC=C([C@@H]([C
1118 | Trienomycin K @HJ1C)0)C)ec(0)c2)C 523 No
1119 | Trienomycin A )(/38)%1/C=C/C=C/C=C\CC(OC(=O)C(NC(=O)CZCCCCC2)C)C(C)C(/C(=C/CCc2cc(NC(=O)C1)cc(c2)O 53 No
1120 | Thiazinotrienomycin E ﬁooc)légzﬁlgg;(é/)%C/CC(OC(=O)C(NC(=O)CZCCCCC2)C)C(C)C(/C(=C\CCch(c(NC(=O)C1)cc1NC 53 No
1121 | Benzoxazomycin Sgg;/g%=O)NZC1C1/C=C\C=C\CC(OC(=O)C(NC(=O)CBCCCCCS)C)C(C)C(/C(=C/CC030(O1)c20c( 523 No
D-Alanine, N-(2-methyl-
1-oxopropyl)-,
(3R,3aS,4S,16S,17R,1
8R)-2,3,3a,4-
tetrahydro-8,18-
1122 dihydroxy-3-methoxy- | COC1CC(=0)N2C1C1/C=C\C=C\CC(OC(=0)C(NC(=0)C(C)C)C)C(C)C(/C(=C/CCc3c(O1)c2cc(c3)0) 523 N
A o
17,19-dimethyl-1-oxo- | /C)O
4,6-
[1,3,9]dodecatrieno-1H-
pyrrolo[2,1-
c][1,4]benzoxazin-16-yl
ester
D-Alanine, N-(3-methyl-
1-oxobutyl)-,
(1R,12Z,14R,15R,16S,
18E,20E,22S,22aS)-
2,3,10,11,14,15,16,17,2
1123 2,22a-decahydro-7,14- | COC1CC(=0)N2C1C1/C=C\C=C\CC(OC(=0)C(NC(=0)CC(C)C)C)C(C)C(/C(=CI/CCc3c(O1)c2cc(c3) 53 v
X es
dihydroxy-1-methoxy- | O)/C)O
13,15-dimethyl-3-oxo-
1H-22,5,9-
(epoxymethyno)pyrrolo[
1,2-aJazacycloeicosin-
16-yl ester
D-Alanine, N-(4-methyl-
1-oxopentyl)-,
(1R,12Z,14R,15R,16S, _ A _ _ _
1124 | 18E.20E 228,22a9)- )COO)%gC(—O)NZmC1/C—C\C—C\CC(OC(—O)C(NC(—O)CCC(C)C)C)C(C)C(/C(—C/CCc3c(O1)chc(cB 53 No
2,3,10,11,14,15,16,17,2
2,22a-decahydro-7,14-

dihydroxy-1-methoxy-




Comp

Noa Name SMILES® Cluster No® | Rep
13,15-dimethyl-3-oxo-
1H-22,5,9-

(epoxymethyno)pyrrolo]
1,2-aJazacycloeicosin-
16-yl ester
S CO[C@H1/C=C\C=CIC=C\CIC@HI(OC(=0)[C@HIINC(=0)CCC(CIC)ICIC@@HIC)IC@HIIC(=CIC

1125 | Trienomycin E Cc2eo(NC(=0)C1)ce(c2)0)/C)O 523 No

1126 | Qurorierdn 8;)51)/0%1%)%:&(03;5/00(oo(=o)C(NC(=O)C2c:Ccccz)C)C(C)c(/c(=C\CCCz=C(C(=0)C=C(NC(= 521 | Yos

127 | THenomyeinL gl)_'[]c(:’%]zgzgr(;é)ccc):écc[c@H](0)[C@H](C)[C@H](C(=CCCc2cc(NC(=0)C1)cc(c2)0)C)OC(=O)[C 525 | Yos

126 | THonomyoin G 888&/&:)%\C=C/C=C\CC(O)C(C)C(/C(=C\CCc200(NC(=O)C1)cc(cZ)O)/C)OC(=O)[C@H](NC(=O)C1 525 "

1125 | Arcatronin A3 gé)f(;)//%;g/&C/C=C/CC(OC(=O)C(NC(=O)CC(C)C)C)C(C)C(/C(=C\CCCZ=CC(=O)C=C(NC(=O)C1) 526 "

— CO[C@H]1IC=CIC=CIC=CICIC@HI(OC(=0)[C@HINC(=0)CCC(CICICIC@@HIC)IC@HIIC(=CIC

1130 | Antibiotic T 23VIl OO NBLOIC oo E0 526 No
D-Alanine, N-(2-methyl-
1-oxopropyl)-,

(5R 6 8E, 10E,13S, 14
R/15R 162)-15-

1131 | hydroy-5-methoxy- | COIC@HNIC=CIC=CIC=C/CIC@HI(OC(=0)C@HINC(=0)C(CICICICR@HICIC@HIICCICCT | e \
14,16-dimethyl-3.22,24- | 2=CC(=0)C=C(NC(=0)C1)C2=0)/C)0 0
trioxo-2-
azabicyclo[18.3.1]tetrac
0s8-6,8,10,16,20,23-
hexaen-13-yl ester

1132 | Arsatrionin A 82%1)gg\zczzc):;g):omcqoo(:m[C@H](Nc(=o)CzccccC2)C)c(c)C(/C(:C\cccz=oc:(=0)c=C(N 2 | Yo

— CO[C@H]1/C=CIC=CIC=CICIC@H|(OC(=0)[C@HINC(=0)C2CCCCC20)C@@HIC)C@HIIC(=C

1133 | Mycotrenin | JCCC2=CC(=0)C=C(NC(=0)C1)C2=0)/C)O %6 | Ne

1134 | yootrono! gzo(g()ilggh/C=C/C=C/C=C/C[C@@H](O)[C@H](C)[C@@H](/C(:C/CCCZ=CC(=O)C=C(NC(=O)C1 s | ves
Isolauryl 5- _

135 | vanite | OO(CCO00CCCCOC(=0)etec(O)ecciNIC 528 No
Isodecyl 5- _

136 | vanite | CCICO0CCCCOC(=0)ctoc(O)eccING 528 No

1137 | Soundeots CC(CCCCCCCCOC(=0)ctce(O)eccIN)C 528 Yes

ydroxyanthranilate

1138 | Protylonolide %ﬂﬁ%‘?&;gCFO)C[C@@H](O)[C@H](C)[C@@H]( )IC@@H](CC)CIC@H](C(=0)/C=C/C(=C/[C@ 529 Yes

1139 | Pironetin CIC=C/CIC@@HI(C@HIIC@HIIC@@HI(CIC@H]10C(=0)C=CIC@HJ1CC)0)C)0C)C 530 | Yes

1140 E;féiizgfg'” 2 0C(=0)C1=C(C)CC2(C(C1=0)ctce3eecc(c3e(c1C(=0)C2)0)0)0 531 Yes

1141 | 2,3-Dehydro-UWMG | CC1=CC(=0)[C@HI2IC@I(C1)(0)CC(=0)cTc2ec2ceec(c2¢10)0 531 No

1142 | Rishiriide C CC(CCIC@@(0)c2ee3c(0)cccc3e(c2C(=0)[C@@HI(C@ (0)C(=0)0)C)0)C 532 | Yes

1143 | Eurystatin B CCC(CCIC=CIC(=0)NCICCCNC(=0)C(NC(=0)C(=0)C(NC1=0)C)CC(C)C)C 533 | Yes

1144 | YM-51084 0=CC(NC(=0)[C@H](C(C)C)NC(=0)[C@H](Cc1cce(cc1)O)NC(=0)CC(C)C)Cclcceect 534 Yes

1145 | YM-51085 OCC(NC(=0)[C@HI(C(C)CINC(=0)[C@H](CeTccc(ceT)OINC(=0)CC(C)C)Cetccceet 534 No

. CCCCCCCCI0CICEOINC@@HITIC@HIC)OC(0)[C@@HINC(=0)[C@HINC=0)C@HIINC =
1146 | Cystargamide B 0)[C@H](NC1=0)Ceteccect)CCC(=0)0)CeteinHje2cTcc(O)ce2)etcce(ceT)O S35 | Yes
. COC(=0)CC(cincesINC(=0)C(C(cTecceet)CINC(=0)CIN=C(IC1C(C)C(CN1C(=0)C(C(C)CINC(=0)
1147 | Bottromycin C2 C(C(C)(C)CINC(=0)/C=CIC(C)CICIN 536 Yes
. COC(=0)CC(cincesINC(=0)C(C(cTocceeT)CINC(=0)CIN=C(ICICCCNIC(=0)C(C(CICINC(=0)C
1148 | Bottromycin B2 C(C)(C)CNC(=0)(C=CIC(C)C)N 536 No
o CC(CIC@@H](IC@H)(CC(=O)N[C@H](C(=O)N[C@H]([C@H](CC(=0)0)0)CC(C)C)C)ONC(=0)[C@
1149 | Anpatinin C HI(C(CICINC(=0)[C@H(C(C)CINC(=0)CC(C)C)C 537 No
— CC(CIC@HIC@@HI(CCONIC@@HIC(FONC@@HIC@@HI(CC=0)0)0)Cecccccl)C)ON
110 |Apanin 8 | o(=0)/c@@HICICICINCI=0JC@@HICICIONC=0)C(CIC)C S B
1151 | vr0sarD OC(=0)CC(CINC(=0)CINC=0)CC(CINC(=0)C(C(C)ICINC(=0)CCICIOINC(=0)CetaceacT Ceteene | 5o "

¢1)0)C)Cc1cceect)O




Comp

Noa Name SMILES® Cluster No¢ | Repd

1152 | Ahpatinin G (CO())( ()(; )( )(C)c1ccccc1)NC( =0)C(NC(=0)CC(C(Cc1cceec1)NC(=0)C(C(C)C)NC(=0)C(C(C)C)NC 537 No

1153 | Ahpatinin € C;)C(( ))(385 ;Cc1ccccc1)NC( =0)C(NC(=0)CC(C(NC(=0)C(C(C)C)NC(=0)C(C(C)C)NC(=0)CC(C) 537 No
. COC(=0)CC(c1nccs1)NC(=0)C(C(c1ccecee1)CINC(=0)C(C(C)(C)C)N/C/1=N/CC(=0)N2CCC(C2C(=

1154 | Bottromycin A2 OINC(C(=0JNCIC(C)(C)CIC(CIC)C 538 Yes

1155 | Bingchamide B 8;3(:0(C1NC( 0)C(CC(C)C)NC(=0)C(Cc2cocc2)N(C(=0)C(NC(=0)C(NC1=0)Cc1cccect)Celcceeet) 539 Yes

1156 | Bingchamide A )%())g(mNC(=O)C(CC(C)C)NC(=O)C(Cc2cccc02)N(C(=O)C(NC(=O)C(NC1=O)Cc1ccccc1)Cc1ccccc1 539 No

1157 | Linearmvein C NCCCCC(CC(C/C=C/C(C/C=CIC(CC(CC(CC(CI/C=CIC(CC(CC(CC(=0)C(C(C/C=CIC=CIC=CIC=CIC 540 Yes

y =C/C(C(C(C(/C=CICCIC=CIC=CI/C=CIC=CIC=C(/C(=0)0)\C)C)0)C)0)0)C)0)0)0)0)0)0)0)0)0)0
1158 | Linearmvein B NCCCC(CC(C/C=CIC(CIC=CIC(CC(CC(CC(C/C=C/C(CC(CC(CC(=0)C(C(C/C=CIC=CI/C=CIC=CIC= 541 Yes
y CIC(C(C(C(/C=CICC/C=C/C=CI/C=C/C=C/C=C(/C(=0)0)\C)C)0)C)0)0)C)0)0)0)0)0)0)0)0)0)0
1159 | Linearmvein A NCCCC(CC(C/C=CIC(CIC=CIC(CC(CC(CC(C/C=C/C(CC(CC(CC(=0)C(C(C/C=CIC=CI/C=CIC=C/C= 542 Yes
y CIC(C(C(C(/C=CICC/C=C/C=CI/C=C/C=C(/C(=0)0)\C)C)0)C)0)0)C)0)0)0)0)0)0)0)0)0)0
. OC(CC(CC(=0)C(CCC=CC=CC=CC=CC=CC=CC(C(C(C(C=CCCC=CC=CC=C(C(=0)0)C)C)0)C)0O)

1160 | Desulfoclethramyain | )5 00(CC(CC(C=CCC(CC(C=CCC(CC(CCCN=CN)N)0)0)0)0)0)0)0 543 Yes
NCCC[C@@H](C[C@@H](C/C=C/[C@H](C[C@@H](C/C=C/[C@H](C[C@@H](C[C@H](C/C=CI/IC

1161 | Mediomycin B @H](C[C@H](CC(=0)C(C(C/C=C/C=C/C=C/C=C/C=C/C=C/[C@H]([C@@H]([C@H](C(/C=C/CCIC= 544 Yes
C/C=CIC=C(/C(=0)0)\C)C)0)C)0)0)C)0)0)0)0)0)0)0)0)0
NCCCC(CC(C/C=CIC(CC(CC(CC(C/C=CIC(CC(CC(CC(=O)C(C(O[C@@H]10[C@@H](C)[C@@HI([

1162 | CHEBI:80047 C@H]([C@H]10)0)0)C/C=C/C=C/C=C/C=C/C=C/C(C(C(C(/C=C/CC/C=C/C=C/C=C/C=CIC(=O)NC1 545 Yes
=C(0)CCC1=0)C)0)C)0)C)0)0)0)0)0)0)0)0)0
OC(CC(CC(=0)C(C(0S(=0)(=0)0)C/C=C/C=C/C=C/C=C/C=C/C=C/C(C(C(C(/C=C/CCI/C=CIC=CIC=

1163 | Clethramycin C(/C(=0)0)\C)C)0)C)0)C)0)/C=C/CC(CC(CC(/C=CICC(CC(/C=CICC(CC(CCCN=C(N)N)0)0)0)0)O 546 Yes
)0)0

. . NCCCC(CC(C/C=CIC(CC(C/C=CIC(CC(CC(C/C=CIC(CC(CC(=0)C(C(0S(=0)(=0)0)C/C=C/C=CIC=

1164 | Mediomycin A CIC=CIC=CIC=CIC(C(C(C(/C=CICCIC=CIC=CIC=C(IC(=0)0)\C)C)0)C)0)C)0)0)0)0)0)0)0)0)0 547 Yes

1165 | Cyanosporaside D N#CCc1cc(Cl)c2c(c1)[C@@]1(0)[C@H](C=CC1=C2)OC(=0)C 548 Yes

1166 | Cyanosporaside E N#CCc1cc(Cl)c2c(c1)[C@@]1(0)[C@@H](0)C=CC1=C2 548 No

1,8-Dihydroxy-2-

1167 methyl-3-(4- CC(CCC(=0)c1cc2c(c(c1C)0)C(=0)C(=0)c1c2cccc10)C 549 Yes

methylpentanoyl)phena

nthrene-9,10-dione

9,10-

Phenanthrenedione, 3- _ _ B

1168 acetyl-1,8-dlihydroxy-2- 0=C1c2c(cc(c(c20)C)C(=0)C)c2c(C1=0)c(O)ccc2 549 No

methyl-

1169 | Murayaquinone CCCC(=0)c1cec2c(c(c1C)0)C(=0)C(=0)c1c2ccec10 549 No

4,7-Dihydroxy-3-
methyl-2-(4-methyl-1-

1170 | oxopentyl)-6H- CC(CCC(=0)c1cc2e(c(c1C)O)oc(=0)c1c2cecc1O)C 549 No

dibenzo[b,d]pyran-6-
one
1171 | Murayalactone CCCC(=0)c1cc2e(c(c1C)O)c(=0)oc1c2ceec10 549 No
1172 | Dimyristoylcephalin CCCCCCCCCCCCCC(=0)OCC(OC(=0)CCCCCCCCCCCCC)COP(=0)(OCCN)O 550 Yes
! . CCCCCCCCCCCCCCeeee(=0)oCIC@@H](OC(=0)CCCCCCC/C=C\C/C=C\CCCCC)COP(=0)(0

1173 | Phosphatidylcholine CCIN+](C)(C)C)0] 550 No

1174 | Lagunamycin CC1=C(C2=C(C(=0)C(=0)C(=[N+]=[N-])C2=0)NC1=0)/C(=CIC(C)CC(C)C)/C 551 Yes

1175 | Foxicin A CC(=C[C@@H](/C=C(/C(=0)NC1=CC(=0)C(=C(C1=0)NC(=0)C)O)\C)C)C 552 Yes

1176 | Diazaquinomycin E CCCCCc1cc(=0)[nH]c2¢1¢(=0)c1¢(CCCCC)ec(=0)[nH]c1c2=0 553 No

1177 | Diazaquinomycin C CCCCCc1c(C)c(=0)[nH]c2¢1¢(=0)c1c(c2=0)[nH]c(=0)c(c1CCC)C 553 No

1178 | Diazaquinomycin A CCCc1¢(C)c(=0)[nH]c2c1c(=0)c1c(c2=0)[nH]c(=0)c(c1CCC)C 553 No

1179 | Diazaquinomycin F CCCCCclcc(=0)[nH]c2c1c(=0)c1c(c2=0)[nH]c(=0)c(c1CCC)C 553 No

1180 | Diazaquinomycin G CCCCCc1c(C)c(=0)[nH]c2c1c(=0)c1c(c2=0)[nH]c(=0)cc1CCC 553 No

1181 | Diazaquinomycin D CCCCCc1¢(C)c(=0)[nH]c2c1¢(=0)c1c(c2=0)[nH]c(=0)c(c1CCCCC)C 553 Yes




Comp

Noa Name SMILES® Cluster No® | Rep
O[C@@H]1/C=C/[C@H](C)[C@H](0)[C@@H](C)/C=C(/C)\C(=0)c2c3C(=0)C(=C(C(=0)c3cc(c20)C)
0)c3¢(C1=0)c(C2=0)cc(c30)C)\C)C)0)C)0)/C)IC

105 |Notwareno | I6GBAIC CICBNIOC08OI0OHOT CIOKEORCEITHTTIRNALD | 5y | ve

1184 | Diastovaricin I O[C@@H]1/C=CC@H](C)[C@H](O)[C@@HI(C)IC=C(IC)/C(=0)c2c3C(=0)C(=C(C(=0)c3ce(c20)C) | e Yes
NC(=0)/C=C\C=C\C=C/[C@@H]([C@H](CC(=0)/C(=C/C1)IC)0)C)SCIC@@H](C(=0)0)NC(=0)C

195 [repmmonn | SCLOCSCHEACLOICLOCCC-CLOICICABIOCCOILOLBONCID | 5y |

10 [rmamont | SSBEHIC-CESHICICBHIOICBBNIOCEIOIOUC-OC O | gy | e

15 |Norwamene | SCBBAIC CICHIOICGHIOICREHICIC CI0)CLORACFIC-COROR0T | gy | v

1189 | Naphthogquinomycin A 825()1;%(2(283?)%%%)058\)%C\C(C)C(O)CC(=O)/C(=C/CC(/C=C/C(C(C(/C=C(\C(=O)cSc(C1=O)c( 560 Yes

o1 [remamona | SSBEHIC-CBBHICICANIOICEICCICIC-ORCEICEIOORIT | gy |

1192 | Naphthoguinomycin B 8?5(1) ;c%(zc'\é%()z?/)é?é%?g)(())\)(/)gC\C(C)C(O)CC(:O)/C(:C/CC(/C=C/C(C(C(/C:C(\C(=O)030(C1=O)c( 56 Yes

1193 | Pyridomycin CCIC(=C/1\0C(=0)C(C)C(0)C(NC(=0)C(C(OC1=0)C)NC(=0)c1ncecc10)Ceecenct)/C 563 Yes

1194 | Erizomycin ?g)/g((;S(/:l\n(z%(/EO)[C@H](C)[C@@H](O)[C@@H](NC(=O)[C@H]([C@H](OC1=O)C)NC(=O)c1ncccc 563 No

1195 | Kitamycin C CCCCC[C@H]1C(=0)0[C@H](C)[C@@H](C(=0)0[C@H]([C@@H]10)CINC(=0)c1ccec(c10)NC=0 564 No

1196 | Urauchmycin B gicc)gcmccc(m 0)C(=0)N[C@@H]1C(=0)0[C@@H](C)[C@@H](C@H](C(=0)0[C@@H]1C)CCC( 564 No

1197 | Kitamycin A 8CCCCC[C@H]1C(=O)O[C@H](C)[C@@H](C(=O)O[C@H]([C@@H]10)C)NC(=O)c1cccc(c10)NC= 564 No

1198 | Kitamycin B §3C=)g;\lg10600(c1 O)C(=ON[C@@H]1C(=0)0[C@@HI(C)[C@R@HI(C@HIC(=0)0[C@@HI1C)CCCC | 44, No

1199 | Antimycin A19 Sg)%?CCC[C%((%:icl;)ﬁ(gggolC@H](C)[C@@H](C(=O>0[C@H]([C@@H]1OC(=0>[C@H](C(C)C)C)C)NC( 564 No

1200 | Urauchimycin B 0=CNc1ccee(c10)C(=0)NC1C(=0)OC(C)C(C(C(=0)OC1C)CCC(C)C)0 564 No

1201 | Urauchimycin A 0=CNc1ceee(c10)C(=0)NC1C(=0)OC(C)C(C(C(=0)OC1C)CC(CC)C)0 564 No

1202 | Antimycin Adb 1C(()D)%%ISO@HHC(=0)0[C@H]<C>[C@@H](C(=0)0[C@H]([C@@H]1OC(=0)CCC)C)NC(=O)C1CCCC(C 564 No

1203 | Antimycin A17 CCCCCC1C(=0)0C(C)C(C(=0)0C(C10C(=0)C(CC)C)C)NC(=0)c1coce(c10)NC=0 564 No

1204 | 5-Fluoroantimycin (CF()DCCC(CC%I)%C%}%HH[C@@H](OC(=O>C<CC)C)[C@H](C)OC(=O)[C@H]([C@H](C1=0)C)NC(=0)c1cc 564 No

1205 | Antimycin A2 CCCC(=0)0C1C(C)OC(=0)C(C(OC(=0)C1CCCCCC)CINC(=0)cTceec(c1O)NC=0 564 No

1206 | UNII-34710Q4074 S1COC)ﬁ[CC=%H]1C(=0)0[C@H](C)[C@@H](C(=O)O[C@H]([C@@H]1OC(=O)C(C)C>C)NC(=O)c1CCCC( 564 No

1207 | Antimycin A6a 8(==Cof\;g1( (033(030(01 0)C(=O)N[C@@H]1C(=0)0[C@E@HI(C)[C@@H](C@H](C(=0)0[C@@H]1C)CC)0 564 No

1208 | Antimycin A4 CCCCC1C(=0)0C(C)C(C(=0)0C(C10C(=0)CCC)C)NC(=0)ct cece(c10NC=0 564 No

1209 | UNI-745MOKNN2Y S&ﬁ%C)ﬁ[CE%HHC(=0>0[C@H](C)[C@@H](C(=O>O[C@H]([C@@H]1OC(=O>C(C)C)C)NC(=O)01CC 564 No

1210 | Antimycin A8 8;828(2%)0&10 %)%FO)N[C@@HHC(=O)0[C@@H](C)[C@@H]([C@H](C<=O)O[C@@H]1C)CCC( 564 Yes

1211 | UNI-DPAGBO75PE 8;8221(2%;(30(10()30)0(=0)N[C@@H]1C(=0)0[C@@H](C)[C@@H]([C@H](C(=O)0[C@@H]1C)CCC( 564 No

1212 | Antimycin A9 CCCCC1C(=0)0C(C)C(C(=0)0C(C10C(=0)Cetcecce)CNC(=0)c Tecee(c1O)NC=0 564 No

1213 | Antimycin Ala 8%?5;5([3%;\}1CE(SO)O[C@H](C)[C@@H](C(=O)O[C@H]([C@@H]1OC(=O)[C@H](CC)C)C)NC(= 564 No

1214 | Antimycin A18 CCCCIC@@H]1[C@H](COC(=0)[C@H]([C@H](0C1=0)C)NC(=0)c1ccee(c10)NC=0)OC(=0)C 564 No




Comp

Noa Name SMILES® Cluster No¢ | Repd

1215 | Neoantimycin B Sg?CCC[C@HHC(=O)O[C@H](C)[C@@H](C(=O)O[C@H]([C@@H]1OC(=O)C(C)C)C)NC(=O)c1cc 565 No
(2R,3S,7R,8R)-3~(3-

Acetamido-2-

1216 hydroxybenzamido)-2- | CCCCC[C@@H]1[C@H](COC(=0)[C@H]([C@H](OC1=0)C)NC(=0)c1cccc(c10)NC(=0)C)OC(=0)C 565 v
methyl-4,9-dioxo-8- | (C)C es
pentyl-1,5-dioxonan-7-
yl 2-methylpropanoate
(2R,38,7R,8R)-3-(3-

Acetamido-2-

1217 hydroxybenzamido)-8- | CCCCCCC[C@@H]1[C@H](COC(=0)[C@H]([C@H](OC1=0)C)NC(=0)c1cccc(c1O)NC(=0)C)OC(= 565 N
heptyl-2-methyl4.9- | O)C °
dioxo-1,5-dioxonan-7-yl
acetate
(2R,3S,7R,8R)-3~(3-

Acetamido-2-
1218 hydroxybenzamido)-2- | CCCCC[C@@H]1[C@H](COC(=0)[C@H]([C@H](OC1=0)C)NC(=0)c1cccc(c10)NC(=0)C)OC(=0)C 565 N
methyl-4,9-dioxo-8- | C °
pentyl-1,5-dioxonan-7-
yl propanoate
1219 N-Acetyl- CCCCCCCIC@@H]1[C@H](COC(=0)[C@H]([C@H](OC1=0)C)NC(=0)c1ccee(c10)NC(=0)C)OC(= 565 No
deformylantimycin A 0)CC(CC)C
1220 | Deformylantimycin A2a g((:zcc:)()((lzc):(;O)O[C@HHCOC(=O)[C@H]([C@H](OC(=O)[C@@H]1CCC(C)C)C)NC(=O)c1cccc(c10)N 565 No
N-(15-Benzyl-10-butan-
2-y1-3,7,13,13-
tetramethyl-
1221 | 2,5,9,12,14-pentaoxo- | CCC(C10C(=0)C(C)(C)C(=0)C(Cc2cccec2)0C(=0)C(OC(=0)C(C(OC1=0)C)NC(=0)c1cceect)C)C 566 No
1,4,8,11-
tetraoxacyclopentadec-
6-yl)benzamide
1222 | Prunustatin 8;8[\151(;:0%(010)C(=O)NC1C(=O)OC(C)C(=O)OC(Cc2cccc02)C(=O)C(C(=O)OC(C(=O)OC1C)C(C 566 No
L 0=CNc1ccee(c10)C(=0)N[C@@H]1C(=0)0[C@@H](C(C)C)C(=0)O[C@H](Cc2cceec2)[C@@H](C(

1223 | NeoantyanA | G(=0)0[C@HIIC(0)0[C@EHITCIC@HICCICHCICIO S
I 0=CNc1ccee(c10)C(=0)N[C@@H]1C(=0)0[C@@H](C(C)C)C(=0)O[C@H](Cc2cceec2)C(=0)C(C(=

1224 | Neoantimycin | 0)0[C@H](C(=0)0[C@@HJ1CIC(CIC)CIC 566 No
I 0=CNc1ccee(c10)C(=0)NC1C(=0)OC([C@H](CC)C)C(=0)O[C@H](Cc2cceec2)C(C(C(=0)O[C@H](

1225 | Neoantimycin G C(=0)0[C@@H]1C)[C@H(CCIC)(C)C)O 566 No
. 0=CNc1ccee(c10)C(=0)NC1C(=0)OC(C(C)C)C(=0)O[C@H](Cc2cceec2)C(C(C(=0)O[C@H](C(=0)

1226 | Neoantimycin F 0[C@@HJ1C)C(C)C)(CIC)O 566 No
L 0=CNc1ccee(c10)C(=0)N[C@@H]1C(=0)0[C@@H](C(C)C)C(=0)O[C@H](Cc2cccec2)C(=0)C(C(=

1227 | Neoantimycin H 0)0[C@H](C(=0)0[C@@H]1C)[C@HICCIC)CIC 566 Yes
L 0=CNc1ccee(c10)C(=0)NC1C(=0)0[C@@H](C(C)C)C(=0)O[C@@H](Cc2cccec2)[C@H](C(C(=0)

1228 | Neoantimycin 0C(C(=0)0C1C)[C@H](CC)C)(C)C)O 566 No
o 0=CNc1ccee(c10)C(=0)N[C@H]1[C@@H](C)OC(=0)[C@H](CC(C)C)OC(=0)C(C)(C)C(=0)[C@@H

1229 | Respirantin IINC(=0)[C@@H](0C(=0)[C@@H](OC1=0)C)C(CCICICC(CIC 67| Yes

1230 | AGN-PC-077DQ0 0=CNc1ccee(c10)C(=0)NC1C(=0)OC(C(CC)C)C(=0)OC(C(=0)C(C(=0)0C1C)C)CC(C)C 568 Yes

1231 M?Lhyl o [%%é(égai(]ggggkgg)c&@kgg/g=é:(((/:[1c%)@,%l§|(]:([C@H](/C=C\C=C(\C(=O)OC)/C)OC)OC(=O)N)\C)C)O)C 569 Yes
geldanamycinate = =0)C= =

. CO[C@H]([C@@H]([C@H](/C=C(/[C@@H]([C@H](/C=C\C=C(\C(=0)0)/C)OC)OC(=0)N)\C)C)0)C[

1232 | Geldanamycin F C@@H](CC1=C(OC)C(=0)C=C(C1=0)N)C 569 No

1233 | Herbimycin G 8%g@%%;?g)[gg}g@Hg&ﬁ?@(%&%—gE)@('}j(;(()))g))é():g@c(%l](OC)C:CC:C(C(:O)N[C@H]20(=O)C(= 570 Yes

1234 17-0- CO[C@H]1C[C@H](C)CC2=C(0)C(=CC(=0)C2=0)NC(=0)/C(=C\C=C/[C@@H]([C@H](/C(=C\[C@ 571 y
Demethylgeldanamycin | @H]([C@H]10)C)/C)OC(=0)N)OC)/C es

CO[C@H]1C[C@H](C)CC2=C(0)C(=CC(=0)C2=0)NC(=0)/C(=C/C=C\[C@@H]([C@H](/C(=C/[C@

1235 | CHEMBL436384 @HIIC@HIT0)C)/C)OCLONIOCHC 571 No

1236 4,5-Dihydro-17-0- CO[C@H]1C[C@H](C)CC2=C(0)C(=CC(=0)C2=0)NC(=0)/C(=C/CC[C@@H]([C@H](/C(=C/[C@@ 571 N
demethylgeldanamycin | HJ([C@H]10)C)/C)OC(=0)N)OC)/C °

CO[C@H]1C[C@H](C)CC2=C(OC)C(=0)C=C(C2=0)NC(=0)/C(=C/C=C\C[C@H](/C(=C/[C@@H]([C
1237 | KOSN1631 @HJ10)C)IC)OC(=0)N)IC 572 No
1238 | Geldanamycin CO[C@@H]1C[C@H](C)CC2=C(OC)C(=0)C=C(C2=0)NC(=0)/C(=C/C=C\[C@H]([C@@H](/C(=C/[C 579 No

@H](C@@H]10)C)/C)OC(=0)N)OC)/C




Comp

Noa Name SMILES® Cluster No® | Rep
1239 |15 CO[C@HI1CIC@HI(C)[C@@H](0)C2=C(OC)C(=0)C=C(C2=0)NC(=0)/C(=C/C=C\[C@@H]([C@HI( 572 N
Hydroxygeldanamycin | /C(=C/[C@@H](C@H]10)C)/C)OC(=0)N)OC)/C 0
COIC@H]1CIC@H](C)CC2=C(OC)C(=0)C=C(C2=0NC(=0)IC(=CICCIC@@HIIC@HIIC(=CIC@
1240 | CHEMBL340169 OO O O OO 572 | Yes
COIC@H]1CIC@H](C)CC2=C(0C)C(=0)C=C(C2=0)NC(=0)IC(=CIIC@@HICIC@@HI(C@HIIC=
41 |cremlaosr2se | ok ol e oot 572 No
COIC@H]1CIC@H](C)CC2=C(0C)C(=0)C=C(C2=0INC(=0)IC(=CIIC@HI(CIC@@HIIC@HIIC(=CT
1242 |CHEMBLOBT235 | C ol oo 572 No
COIC@H]TCIC@HI(C)C20[C@@HITIC@@HIC)C=CACHIC@HIOC(FONIC@@HIOC)C=CIc=
1243 | KOSN-1633 C(C(=O]NC1=CC(=0)C(=G2C1=0)0C)/C 13| Yes
. COC@H]1CIC@HI(C)CC2=C(0C)C(=0)C(=0)C{=C20)NG(=0)/C(=CIC=CC@@RI(C@HIIC(=CT
1244 | Geldanamycin B C@@HJ(C@HJ10)C)/C)OC(=ON)OC)IC 574 Yes
125 | 19HydOy4 5 CO[C@H]1CIC@H](C)CC2=C(OC)C=0)CICIC2=0NC(=0)C-CICCIC@@HIIC@HIICCIC@ | 57, N
dihydrogeldanamycin | @H]([C@H]10)C)/C)OC(=0)N)OC)/C)O 0
. COIC@H]1CIC@HI(C)CC2=C(0C)C(=0)C(=0)C(=C20)NC(=0)/C(=CIC@@HICIC@@HIC@HI!
1246 | Geldanamycin D C(=CIIC@@HI(C@HI10)C)/C)OC(=0)N)OC)0)IC 575 Yes
COIC@H]1CIC@H](C)CC2=C(0C)C(=0)C=C(C2=0NC(=0)[C(=CIC=CC@@HI[C@HIIC=CIC@
1247 |scrempLiatzzo | L &RLC @I 576 | Yes
1248 | Herbimycin B COC1CC(C)CC2=CC(=0)C=C(C2=0)NC(=0)/C(=C/C=CIC(C(/C(=CIC(C10)C)IC)OC(=O)N)OC)C 577 | Yes
COIC@HITCIC@HI(C)CC2=C(CO)C(=0)C=C(C2=0NC(=0)[C(=CIC=CC@@HI[C@HIIC=CIC@
1249 | scrEmBLioossest | ot EELEC@IEIEEE AN 578 | Yes
— COIC@@H]1CIC@H](C)C@@H](0C)C2=CC(=0)C=C(C2=0INC(=0)IC(=CIC=CIC@HI(C@@HI
1250 | Herbimycin C C(=CI[C@HI[C@@H]10)C)/C)OC(=0)N)OC)C 578 No
— COIC@@HI[C@@HI(C)/C=C(C)[C@H](OC(=0N)[C@@HI(0C)C=CIC=C(C(=ONC2=CC(=0)C
1251 | Herbimycin A =C(C@@H](C@H](CIC@@H]10C)C)OC)C2=0)/C 579 Yes
COIC@@HI1IC@@HI(C)C=C(C)IC@HI(OC(=0)N)[C@@H](0C)IC=CIC=C{C(=O)NC2=C(C(=CC
252 |cremBLatonte | o i OOE000MC 580 | Yes
125 | 195 CO[C@H]1CIC@H](C)CC2=C(OC)C=0)C(=CIC2=ONCFO)C-CIC-CIC@@HIC@HIICOIC | gg, | v
Methylgeldanamycin @@H]([C@H]10)C)/C)OC(=0)N)OC)/C)SC es
COIC@H]1CIC@H](C)CC2=C(OC)C(=0)C(=C{C2=0)NC(=0)/C(=C/CCIC@@MI[C@HIICCIC@
O oREIEIRETE | o
[C@HITCIC@HI(C)CC2=C(OC)C(=0)C(=C(C2=0)NC(=0)/C(=C/C=CVC@@HIC@HIIC(=CT
1200 |CHENBLZTSS® | @@H)(C@H|10\C)cI00=0N)0C)CIC@@HICEOCIC@HI0IcIOC W
— COIC@@HN[C@@H](C)IC=C(C)[C@HI(OC(=0)N)[C@@H](OC)/C=CIC=C(/C(=ONC2=CC(=0)C
126 | Flerbmyan =C(C@@H(C@H](CIC@@H]10C)CI0CIC2=0)C B | Yes
1257 | fiexenediocac, CCCCCCCCOC(=0)CCCCC(=0)0CCCCCCCe 585 Yes
ioctyl ester
1258 | Di(2-propylpentyl) ester | CCCC(COC(=0)CCCC(=0)0CC(CCC)CCC)CCC 586 | Yes
Octadecanoic acid, 2-
1259 | hydroxy-1,3- CCCCOOCCCCCOoCCCCC(=0)00C(COC(=0)CCO0CCCCECOCCCECT)0 587 | Yes
propanediyl ester
1260 | A Factor OCIC@@H]1COC(=0)C1C(=0)CCCCC(CC 588 No
1261 | ACIL35AK 0CC1COC(=0)C1C(CCCCC(CIC)0 588 No
1262 | Factor| OCIC@@H]1COC(=0)[C@HJ1C(CCCCC(CIC)0 588 No
1263 | SCBY CCCCCCCCIC@HI(C@HIIC@HI(CO)COCH=0)0 588 No
1264 | SCB3 CCC(CCCCIC@HIC@HITIC@HI(CO)COCI=0)0)C 588 | Yes
Virginiamycin _
1265 | /roniamych CCCCCCC(CC(CO)COCT=0)0 588 No
1266 | SCBI OCIC@@H]1COC(=0)[C@H][C@@HI(CCCCC(CIC)O 588 No
1267 | SCB2 CCCCCCCIC@H(C@HITIC@HICO)COC1=0)0 588 No
1268 | SCB6 CCCCCCIC@HI(C@HIIC@H](CO)COC1=0)0 588 No
COIC@@HITIC@@HI(C)IC=C(C)IC@HI(OC(=0N)[C@@H](0C)C=CIC=C(C(=O)Ne2<(c([C@@H
1269 | CHEMBL2H1STTS | 11c@HI(CIC@@HI10C)C)0C)ceING(=0)CSe21)0)/C 69 | Yes
. [ COC@@H/IC@@HI(C)/C=C(C)IC@HI(OC=ONC@@HI(OC)C=CIC=CC(=0Nc2c(c([C@@H
1270 | Dihydro-herbimycin A J(C@HI(CIC@@HJ10C)C)OC)cc(0)c2)0)/C 590 Yes
o7 32‘52{&{(’;1175;_0’21_0_ CO[C@H]1CIC@HI(C)CE20(O)cINC(=0)/C(=CIC=CIC@@HI[C@HIIC(-CICRGHIICRHIIOY | g4 "

dihydrogeldanamycin

C)OC(=0)N)OC)/C)cc(c2C=0)0




Comp

Noa Name SMILES® Cluster No® | Rep
1275 | 45-Dehydro-17-Ge-0-| COIC@MIICIC@@HI(CICe2c(0)GNC(=0)/C(=CIC=CIC@RIIC@@HIIC(-CIC@@HIIC@HTION | o0 N
methyl-reblastatin )/C)OC(=0)N)OC)/C)cc(c20)0 °
18-Acetamido-17-de-
COIC@HICIC@@HI(C)Ce2c(0)c(NC(=0)/C(=CICCIC@HIC@@HIIC(=CIC@@HIC@HI10)C)
128 | ometryl- 21 C)OC(=0)NJOC)/C)cc(c20)NC(=0)C 590 No
ydroxyreblastatin
18-Dehydroxy-17- CO[C@H]1C[C@@H](C)Cc2ccec(c2FINC(=0)/C(=CICCIC@HI(C@@H](C(=CIC@@H]([C@H]10)
il o o
275 Wi ?@%il%g]é(C,\l(;\:COjSZ(C)\C@O)Nc20ccc(C[C@@H](C)C[C@H](OC)[C@H](O)[C@@H](C)\C:C(C)\[C 2 | Yoo
1276 | 17-Demethoxy-18- | COIC@HIICIC@@HI(CICe2oc(cclc2ICACING(=0) C(=C/CCIC@MIIC@@HIICI-CIC@@HIICEH | g N
ethynylreblastatin 110)C)/C)OC(=0)N)OC)/C
18-Dehydroxy-17-de- | o0 @H]1C[C@@HI(C)Ce2c(0)ccc(c2FINC(=0)/C(=C/CCIC@HI(C@@HIIC(=CIC@@HI(C@H]
o | |SSeCeR) “ |
o7 | 17-Demethoxy-18- | CACCecezec(e)CIC@HIICICIC@HIOCIC@HII0)IC@@HIICHC-CIIC@HIIC@@HICCIC-CIC | 5o "
prop-2-ynylreblastatin | =O)N2)\C)OC)OC(=0)N)\C
1279 | CHEMBLAO1764 Sg)[ﬁ%g])}cc)ﬁ((@élz-l(])(%CQcc(NC(=O)/C(=C/CC[C@@H]([C@H](/C(=C/[C@@H]([C@H]10)C)/C)OC( 503 "
1280 | 18-Amino-4,5-deyro- | COIC@HITCIC@@HI(CICe2ecNC(=0)C(=CIC=CIC@HIIC@@HIICCIC@@HIIC@HTIONNNT) | g "
17-demethylreblastatin | OC(=0)N)OC)/C)cc(c20)N
1| 17-0e-0-Methyl-18- | COIC@MIICIC@@H](C)Ce2uc(NC(=0)C(=CICCIC@HIIC@@HIICCIC@@HIIC@HIIOICIO | pgs |
ethynylreblastatin C(=0)N)OC)/C)cc(c20)CHC es
4,5-Dehydro-17- CHCCe1ce2NC(=0)/C(=C/C=CC@@H](OC)[C@@H](C(=CIIC@@HI(C@HI(C@HI(CIC@HI(Calc
1282 Sﬁ;‘gg;’;ﬁiﬁ'pr"p'z' 10)62)C)0C)0)C)/C)OC(=OIN)/C 593 No
o3| 17-de-O-Methy-18- | CACCC1ceZNC(=0)IC(=C/COIC@@HIIOC)C@@HIC(=CIC@@HIIC@HIIC@HICIC@HICalct 523 "
prop-2-ynylreblastatin | 0)c2)C)OC)0)C)/C)OC(=0)N)/C
18-Acetamido 4,5-
’ CO[C@HI1CIC@@HI(C)Ce2ee(NC(=0)/C(=CIC=C\C@HIC@@HIIC(=CIC@@HIC@H10)C)C)
1284 ?nee%?/[roetjlgs(tjaem? OC(=0)NJOC)/C)cc(c20NC(=0)C % | No
1285 | Thiazinogeldanamycin g%g(@gm)g?&%ﬂ(z 3((;;5%(( )O ;l(\l;gs=0)C(=CC=C[C@H]([C@@H](C(=C[C@H]([C@@H]1O)C) 504 Yes
45-
S CO[C@HI1CIC@HI(C)Ce2c(0)c(NC(=0)/C(=CICCICR@HI(C@HIIC(=CIC@@HIIC@HIT0)C)C)
1286 r|:1)1|3r/1é/icri1roth|az|nogeldana OC(=0)N)OC)/C)c1c(c20C)NC(=0)CS1 595 Yes
. CO[C@HIIC@@HIC@HIIC=CIIC@@H[C@HIIC=C\C=C(C(=0)0)IC)OC)OC(=0N)CICIO)CT
1287 | Geldanamycin G C@@H](Ce1c(0)e(NC(=0)CO)e2c(c10CNC(=0)CS2)C | Yes
1288 | Rebyacat Sg)[ﬁ%g]))g)ﬁ%lz-lc])(gggdcc(NC(=O)/C(=C/CC[C@@H]([C@H](/C(=C/[C@@H]([C@H]10)C)/C)OC( o7 "
1289 | Progeldanamyein 88§/CC@H]1C[C@H](C)CCZCc(O)cc(cz)NC(:O)/C(=C/CC[C@@H]([C@H](/C(=C/C([C@H]1O)C)/C)O) 7 | Yoo
1290 | SCHEMBL 13005061 g)(?([)())g«))g]é)(/)([:C@H](C)Cchc(O)cc(cZ)NC(=O)/C(=C/CC[C@@H]([C@H](/C(=C/[C@@H]([C@H]10) . "
. CO[C@H1CIC@HI(C)Ce2c(0C(=0)CO)CINC(=0)IC(=CIC=C\C@@HIC@HIIC(=CIC@@HIC@
1291 | Geldanamycin E HJ10)C)/C)OC(=0)N)OC)/C)cc(c20C)0 598 Yes
120y | D18, 21 | ColC@HIICIC@HICICE26(0)GINC(=0)C(=CC=CIC@@HIIC@HIC(-CICRRHIICRHIICIC0 | oog |
d! COX0-16,21- 1 £(=0)N)OC)C)ec(c20C)0 es
ihydroxygeldanamycin
1203 | Streptoglyceride B | CIC=CIC=CIC=C/[C@]120CCIC@HIRIC@@HI2IC@](CO1)(0)CO3 600 | Yes
1204 | Streptoglyceride A | CIC=CIC=CICC[C@]120CCIC@HIBIC@@HI2C@I(CO1)(0)CO3 600 No
1295 | Piericidin B1 N-oxide | CIC=C(IC@HI([C@H](C=C(\C=C/CIC(=C\Cc1n(0)¢(OC)c(c(=0)c1C)OC)IC)IC)C)OC)C 601 No
1296 | Piericidin E1 CIC=C([C@@HI(C@@H](C=C(/C=CICCA(C)OC1 CeA[nHIC(OC)cc(=0)c1C)\CICIONC 601 No
1297 | Piericidin B CIC=C{[C@@HI(C@@H](C=C(/C=CICIC(=C/Ccl[HIC(OC)c(c(=0)c1C)OC)IC)\C)C)OC)C 601 No
1298 | Piericidin B5 CCIC=C([C@@HI(C@@H](C=C(/C=CICIC(=CICCHIC(OC)c(c(=0)c1C)OC)C)\C)C)OC)C 601 No
1299 | Piericidin F CO[C@@HI(IC(=CIC)/C)[C@@HIC=C(/C=CICIC(=C/CelnHIc(OC)ce(=0)e1C)C)\C)C 601 No
1300 | Mer-A20268 CIC=C(/C(C(IC=C(/C=CICIC(=CICc[nHIc(OC)ce(=0)c1 C)IC)\C)CIONC 601 No
1301 | Piericidin A5 CCIC=C(IC@@HI(C@@H](C=C(/C=CICIC(=CICCAHIC(OC)c(c(=0)c1C)OC)IC)\C)C)0)C 601 No
1302 | Piericidin A CIC=C([C@@HI(C@@H](C=C(/C=CICIC(=C/CCHIC(OC)c(c(=0)c1C)OC)C)\C)C)O)C 601 Yes




Comp

Noa Name SMILES® Cluster No® | Rep
1303 | Demethylpiericidin A1 | C/C=C([C@@H](C/C=C(/C=CICIC(=C/CcA[nH]c(OC)c(c(=0)c1 C)OC)C)\C)ONC 601 No
1304 | 7-Demethylpiericidin A1 | C/C=C([C@@H]([C@@H](/C=C/C=CICIC(=C/Cc1[nH]c(OC)c(¢(=0)c1C)OC)/C)C)ONC 601 No
1305 | Plericidin C7 gé(;TC(;g[)%gc\QC@HHO[C@@]1(C)[C@@H]([C@@H](/C=C(/C=C/C/C(=C/Cc1[nH]c(OC)c(c(=O)c1C)OC 01 o
1306 | Piericidin C3 COC[NH]e(C/C=C(/CIC=CIC(=CIC(C(C2(C)OC2C(C)C)O)C)/CN\C)e(c(=0)c10C)C 601 No
1307 | Piericidin C1 COc[nH]e(C/C=C(/CIC=CIC(=CIC(C(C2(C)OC2C)0)C)IC)\C)e(c(=0)c1OC)C 601 No
1308 | Piericidin G COC(C1(C)OC1C)C(/C=C(IC=CICIC(=C/Cc1[nH]c(OC)c(¢(=0)c1C)OC)/C)C)C 601 No
- CIC=C([C@@H]10[C@@] (C)[C@@MI[C@@H]C=C(IC=C({/ICIC(=C/Cc1[nH]c(OC)c(c(=0)c1C)0
1309 | Piericidin C8 C)IC)C)CICI0)C 601 No
2-((2E 5, 7E.9R 10R)-
10-((25,35)-2,3-
Dimethyloxiran-2-yl)-
1310 | 10-nydroxy-3,7,9- COCt[nH]G(CIC=C(/C/C=CIC(=C/IC@H](C@H](C@I2(C)O[C@H]2C)0)C)/C)\C)e(c(=0)c10C)C 601 No
trimethyldeca-2,5,7-
trien-1-yl)-5,6-
dimethoxy-3-
methylpyridin-4-ol
1311 | CHEBI:69899 CIC=C(/C(C(/C=C(IC=CICC(/C=Clc10c(OC)c(c(=0)c1C)CC)C)\C)C)ONC 601 No
1312 | PM050463 CIC=C(/C(C(/C=C(IC=CICC(/C=Clc10c(OC)c(c(=0)c1C)C)C)\C)C)ONC 601 No
1313 | Actinopyrone B CIC=C(/C(C(/C=C(/C=CICIC(=C/Cc10c(OC)ce(=0)c1C)/C)\C)C)ONC 601 No
1314 | Actinopyrone A C/C=C(/C(C(/C=C(/C=CICIC(=CI/Cc10c(OC)c(c(=0)c1C)C)/C)\C)C)O)\C 601 No
1315 | Actinopyrone C C/C=C(/C(C(/C=C(/C=C/CIC(=C/Cc10c(OC)c(c(=0)c1C)CC)/C)\C)C)O)\C 601 No
1316 | Ferroverdin B 0/C=C\c1cce(cc1)O0C(=0)C1=C/C(=N/0)/C(=0)C=C1 602 Yes
1317 | Ferroverdin C OIN=C\/C=C(C=CC1=0)C(=0)OcTcee(ce)/C=C\C(=0)0 602 No
1318 | Elaiomycin F CCCCCCCCIN+(=N[C@@H](COC)[C@HI(C)O)[0-] 603 Yes
1319 | Elaiomycin CCCCCC/C=C\N+](=N[C@@H](COC)[C@H(C)O)[0-] 603 No
1320 | Serofendic acid g)SC(?SC))%C@HN [C@HI2CCIC@@N(C@@H]10)[C@@H](C2)[C@]1(C)CCCIC@@I(C@HI1CC3)( 604 Yes
1321 | Jietacine A CC(C)CCCCCC(=0)CCCCCCCN=N+(C=C)[0-] 605 Yes
1322 | Jietacin B C=C[N+](=NCCCCCCCC(=0)CCCCCCC(C)C)[O-] 605 No
1323 | JBIR-120 CCC(c1encc2c1C(=0)CC2)Nc1eceec1C(=0)0 606 Yes
N-[[3,4-Dihydro-35-
hydroxy-2S-methyl-2-
1324 E)‘Lste”r‘fy’};‘g'jf CC(=CCCIC@I(C)Oc2ece(cc2CIC@@HIT0)C(=0INC(C(=0)0)[C@HI(0)C)C 607 | Yes
benzopyran-6-
ylJcarbonyl]-threonine
1325 | Xiamenmycin D COC(=0)[C@H]([C@H](0)CINC(=0)c1cec2e(c1)CICA@@HI([C@](02)(C)CCC=C(C)C)0 607 No
1326 | Xiamenmycin CC(=CCCI[C@]1(C)Oc2cce(cc2C[C@@H]10)C(=0)N[C@H](C(=0)O)[C@H](0)C)C 607 No
425-Diethyl-4.25- | 00 L1 O[C@I2(CCIC@@H]1C)CIC@@H] CIC@HI(C2)CIC=C(\C)CIC@@H](C)/C=CIC=Clic2c
1327 gzggthyl-mllbemycm (C(0)C1)cc(CC)c(c2)0NC 608 Yes
1328 | 27-Formaldenyde- CCIC@HITO[C@P2(CCIC@@HITCICIC@@HITCIC@HIIC2)CIC=CIC)ICIC@@HIIC)IC=CIC=Clio2c | 400 No
milbemycin beta14 (C(=0)C1)cc(CC)e(c2)0)\CO
0C(=0)CCcl0c2¢(n1)c(C(=ON[C@@H] [C@@H](C)OC(=0)[C@H](C(C)CIN(C)C(=0)CN(C(=0)[C
1329 | Neo-actinomycin A | @HJ3N(C(=0)[C@H](NC1=0)C(C)C)CCC3)C)etc(c2C)0c2¢(N1)c(cec2C)C(=ON[C@HIIC@@HI(C | 609 Yes
JOC(=0)[C@H](C(C)C)N(C)C(=0)CN(C(=0)[C@@HI2N(C(=0)[C@H](NC1=0)C(C)C)CCC2)C
Ccloc2¢(n1)c(C(=0)N[C@@H]1[C@@H](C)OC(=0)[C@H](C(C)C)N(C)C(=0)CN(C(=0)[C@HI]3N(C(
1330 | Neo-actinomycinB | =0)[C@H](NC1=0)C(C)C)CCC3)C)c1e(c2C)0c2c(N1)c(cec2C)C(=0N[C@H[C@@H](C)OC(=0)[ 610 Yes
C@H](C(C)C)N(C)C(=0)CN(C(=0)[C@@HI2N(C(=0)[C@H](NC1=0)C(C)C)CCC2)C
Demethon CNC(C(=0)NC(C(=0)NC1C(C)OC(=0)C(CC(=0)C(NC(=0)C(NC(=0)C(Cc2cnH]c3c2cccc3)N(C)C (=
1331 y- 0)C(N(C(=0)C(NC(=0)C(N(C(=0)C(NC(=0)C(N(C1=0)C)C(O)C)C(C)C)C)CC(C)C)C(C)C)C)C(C)C) 611 Yes

ohmyungsamycin A

C(C)C)C(ctcoeeet)O)C(C)C)C(C)C)C(C)C




Comp
No?

Name

SMILES®

Cluster No¢

Repd

1332

Dehydroxy-
ohmyungsamycin A

CNC(C(=0)NC(C(=0)NC1C(C)OC(=0)C(CC(=0)C(Cc2ccccc2)NC(=0)C(NC(=0)C(Ce2enHc3c2c(0
C)ccc3)N(C)C(=0)C(N(C(=0)C(NC(=0)C(N(C(=0)C(NC(=0)C(N(C1=0)C)C(O)C)C(C)C)C)CC(C)C)
C(C)C)C)C(C)C)C(C)C)C(C)C)C(C)C)C(C)C

612

Yes

1333

Ohmyungsamycin A

CN[C@H](C(=O)N[C@H](C(=O)N[C@H"[C@@H](C)OC(=0)[C@@H](NC(=0)[C@@H](NC(=0)[C
@@H]INC(=0)[C@H](Cc2cnH]c3c2c(0C)cec3)N(C)C(=0)IC@@HIN(C(=0)[C@@HINC(=0)[C@
@HI(N(C(=0)[C@@H]NC(=0)[C@@H](N(C1=0)C)IC@H](0)C)C(C)C)C)CC(C)C)C(C)C)C)C(C)C)
C(C)C)[C@@H](c1cceee)0)C(C)C)C(C)C)C(C)C

613

Yes

1334

Ecumicin

CCIC@H]([C@H]N(C(=0)[C@H](C(C)C)NC(=0)[C@@H](N(C)C)C(C)C)C)C(=O)N[C@H]T[C@@H(
C)OC(=0)[C@@H](NC(=0)[C@@H](NC(=0)[C@@H](NC(=0)[C@H](Cc2cinH]c3c2¢(0C)cec3IN(C)
C(=0)[C@@HI(N(C(=0)[C@@HI(NC(=0)[C@@H](N(C(=0)[C@@HI(NC(=0)[C@@H](N(C1=0)C)[
C@H](0)C)C(C)C)C)CC(C)C)C(C)C)C)C(C)C)C(C)C)IC@@H](cTceccet)0)C(C)C)C

614

Yes

1335

Ohmyungsamycin B

0)O[C@H](C)IC@HI(NC(=0)IC@H](C(C)CINC(=0)[C@@H](N(C)C)C(C)C)C(=O)N(IC@H](C(=O)N[
C@H](C(=0)N(IC@H](C(=O)NIC@HI(C(=0)N([C@H](C(=0)N1C)C(C)C)C)C(C)C)CC(C)C)C)C(C)C)
C@H](0)C)C)[C@@H](c1cceec1)O

COclcccc2¢ic(cinH2)CIC@H]1 C(=0)NIC@@HI(C(C)C)C(=0)N[C@HI(C(=0)N[C@@HI(C(C)C)C(=
JCN
ON

615

Yes

1336

Hangtaimycin

CIC=CIC=C\C(=0)NC(C=C(C(=0)NC(C1CC(=CC(=0)01)CCC/C=C/C=C\C(=0)NC(=C)C(=O)NC(C(
=0)N1C(=0)[C@@H](Cc2c[nH]c3c2cece3)N(C(=0)/C/1=CIC)C)C(OC)C)0)C)C

616

Yes

1337

Surfactin

CC(CCCCCCCCCIC@@H]1CC(=0)N[C@@H](CCC(=0)0)C(=0)N[C@@H](CC(C)C)C(=O)N[C@H]

(CC(C)C)C(=O)N[C@H](C(=O)N[C@H](C(=O)N[C@@H](C(=O)N[C@H](C(=0)01)CC(C)C)CC(C)C)
CC(=0)0)C(C)C)C

617

Yes

1338

llamycin F

C/C=C/C[C@@H]TNC(=0)[C@H](CC(C)C)NC(=0)[C@H](CIC@@H](C(=0)0)C)N(C)C(=O)[C@H](C
JNC(=0)[C@@H](NC(=0)[C@@HI(N(C(=0)[C@@HI(NC1=0)Cc1cn(c2c1ceec2)C(C=C)(C)C)C)CC(
C)C)Ceicec(c(ct)N+](=0)[0-)0

618

Yes

1339

llamycin B1

C/C=CICIC@@H]INC(=0)[C@H](CC(C)C)NC(=0)[C@H](CC(C)C)N(C)C(=O)IC@H](C)NC(=0)[C@
@HIINC(=0)[C@@H](N(C(=0)[C@@H]I(NC1=0)Cc1en(c2c1 coec2)C(C=C)(C)C)C)CC(C)C)Ceicea(c
(c1)IN+](=0)[0-))O

619

Yes

1340

llamycin E

C/C=CICIC@@H]INC(=0)[C@H](CC(C)CN2[C@@H](O)[C@@H](C)C[C@@H](C2=O)N(C)C(=0)[
C@H](C)NC(=0)[C@@H](NC(=0)[C@@H]I(N(C(=0)[C@@H]I(NC1=0)Cclen(c2c1 ceec2)C(C=C)(C)
C)C)CC(C)C)Ceicao(c(c!)N+)(=0)[0-))0

620

Yes

1341

llamycin E1

C/IC=C/CIC@@H]1NC(=0)[C@H](CC(C)C)N2[C@H](0)[C@@H](C)C[C@@H](C2=0)N(C)C(=0)[C
@H](C)NC(=0)[C@@HI(NC(=0)[C@@H](N(C(=0)[C@@H](NC1=0)Cclen(c2¢1cccc2)C(C=C)(C)C)
C)CC(C)C)Cetcee(c(ct)N+])(=0)[0])0

621

Yes

1342

Octaminomycin A

CCC(=0)N[C@H]1[C@@H](C)OC(=0)[C@@H]2CCCN2C(=0)[C@H](Ce2cac(cc2)0)N(C)C(=0)[C@
H](CC(C)C)NC(=0)[C@HI2N(C(=0)[C@@H](NC(=0)[C@H](NC(=0)[C@@H](NC1=0)Cc1ccccct)C
C(C)C)C(C)C)CCC2

622

Yes

1343

Octaminomycin B

CC(CIC@@H]TNC(=0)[C@@H]2CCCN2C(=0)[C@@H](NC(=0)[C@@H](CC(C)C)NC(=0)[CR@H]
(NC(=0)[C@H]([C@H](OC(=O)[C@H]2N(C(=0)[C@@H](N(C1=0)C)Cc1ccc(cc1)0)CCC2)C)NC(=0)
C)Cclccecc)C(C)C)C

623

Yes

1344

Hormaomycin

CC=CC1CN2C(C1)C(=0)OC(C)C(NC(=0)C(NC(=0)cTcec(n10)CCCICCIN(=0)=0)C(=ONC(C(=
0)NC(C(=0)NC(C(=0)NC(C2=0)C(CC)C)C(c1 ceeec1)C)CC1CCIN(=0)=0)C(c1ccocet)C

624

Yes

1345

Surugamide A

NCCCCIC@@H]INC(=0)[C@HI(NC(=0)[C@@H](NC(=0)[C@@H](C)NC(=0)[C@@H]NC(=0)[C@
H](NC(=0)[C@H](NC(=0)[C@@H](NC1=0)[C@H](CC)C)Cc1cccec1)CC(C)C)[C@H](CC)C)IC@H](
CC)C)[C@@H](CC)C

625

No

1346

Surugamide B

NCCCC[C@@H]1NC(=0)[C@H](NC(=0)[C@@H](NC(=0)[C@@H](C)NC(=0)[C@@H](NC(=0)[C@
HJ(NC(=0)[C@H](NC(=0)[C@@H](NC 1=0)[C@H](CC)C)Ce1 coceet)CC(C)C)C@HI(CC)C)C@HI
CC)C)C(C)C

625

No

1347

Surugamide C

NCCCCIC@@H]INC(=
HI(NC(=0)[C@H](NC(=
C@@Hj(cc)c

)IC@HI(INC(=0)[C@@H](NC(=0)[C@@H](CINC(=0)[C@@H](NC(=0)[C@

625

No

1348

Surugamide E

0
0
0)[C@@HI(NC1=0)C(C)C)Cclcccee)CC(C)C)C@H](CC)C)C@HI(CC)C)
0
0

JIC@HIINC(=0)[C@@H](NC(=0)[C@@H](CNC(=0)[C@@H](NC(=0)[C@

NCCCC[C@@H]INC(=
=0)[C@@H](NC1=0)[C@H](CC)C)Ce1ccccet)CC(C)C)C(C)C)[C@HI(CC)O)
C@@Hj(cc)c

HIINC(=0)[C@H](NC(

625

Yes

1349

Acyl-surugamide A

CCCC(=0)NCCCCIC@@H]TNC(=0)C(NC(=0)C(NC(=0)[C@@H](C)NC(=0)C(NC(=O)[C@H]I(NC(=
0)[C@HIINC(=0)[C@@H](NC1=0)[C@H](CC)C)Cc1ccccet)CC(C)C)C(CC)C)C(CT)C)C(CC)C

625

No

1350

Surugamide D

NCCCCIC@@H]1NC(=0)[C@H](NC(=0)[C@@H](NC(=0)[C@@H](CINC(=0)[C@@H](NC(=0)[C@
HIINC(=0)[C@H](NC(=0)[C@@H](NC1=0)[C@H](CC)C)Ccicccee)CC(C)C)[C@HI(CC)C)C(C)C)

C@@H](CC)C

626

Yes

1351

Champacyclin

NCCCC[C@@H]TNC(=0)[C@@HI(NC(=0)[C@@H](NC(=0)[C@@H](Cc2ccccc2)NC(=0)[C@HI(NC
g%))[{%%%'('lc](g)%FO)[C@H](NC(=0)[C@H](NC1 =0)[C@H](CC)C)C)IC@H](CC)C)CC(C)C)IC@H](C

627

Yes

1352

Cyclomarin D

OC[C@@HI(CIC@@HINC(=0)[C@@H](NC(=0)[C@@H](NC(=0)[C@H](CC(C)C)N(C(=0)[C@@H
IINC(=0)[C@@H](NC(=0)[C@@H](NC1=0)C)[C@@H](c1ccccc1)OC)C(C)C)C)[C@@H](C=C(C)C)

628

Yes

1353

Desoxyclomarin C

C)IC@@H](c1en(c2c1cecc2)C(C=C)(C)C)0)C
OC[C@@H](CIC@H]1C(=0)N[C@@H](C)C(=0)N[C@H](C(=O)N[C@@H](C(C)C)C(=O)N([C@H](C(
=0)N[C@H](C(=O)N[C@H](C(=0)N1C)Cc1en(c2c1cecc2)C(C=C)(C)C)[C@H](C=C(C)C)C)CC(C)C)
C)[C@@H](c1cceec1)OC)C

629

Yes




Comp

Noa Name SMILES® Cluster No® | Rep
OC[C@@H](CIC@H]1C(=O)N[C@@H](C)C(=O)N[C@H](C(=O)N[C@@H](C(C)C)C(=O)N([C@H](C(
1354 | Cyclomarin C =0)N[C@H](C(=O)N[C@H](C(=O)N1C)[C@@H](c1cn(c2c1ccec2)C(C=C)(C)C)0)[C@@H](C=C(C)C 630 Yes
JC)CC(C)C)C)C@@H](clceecct)OC)C
o F— %:CVC:C/[C@H]( )IC@HI(CIOC(=0)/C(=CICC(=ONC2=CC=0)c3c(C=0CCTG(0e(CIeeaC20 | o Yoo
135 | overgolde T ggé%%ggl/g):&/gw@H](CC(C)C)OC(=O)C(=C[C@@H]2[C@]3(c4c(c(C(=O)CC1 JlOKCAICICEO) | 63y "
1357 | Divergolide V Sgé%%;jg%%’c[C@H](CC(C)C)OC(=O)C(=C[C@H]2[C@]3(c4c(c(c(=0)cc1 )c(0)c(c4)C)C(=0)C 632 \o
1358 | Divergolide U Sg)[gg@cl-:ls],jllc(:32==%§lo(§)c):[C@H](CC(C)C)OC(=O)C(=C[C@@H]2[C@]3(c4c(c(C(=O)CC1)c(O)c(c4)C)C( - "
1359 | Hygrocin E 8?&2%%3]2118;8{[CC@H](C)[C@H](C)OC(:O)C(zC[C@H]2[C@]3(C4C(C(C(=0)CC1)C(O)C(C)C4)C(= 632 No
. CCIC@@H]TIC=C/IC@HI(C)IC@HI(C)OC(=0)/C(=C\C@HI2C@I3(cAc(c(C(=0)CCT)o(0)e(C)cAIC
1360 | Hygrocin D =0)C=C3NC2=0)0)/C 632 No
1361 | rygroci G ,C\igglé)(‘;gc))/\é:(O)C(C)OC(=O)C(=O)/C(=C\[C@@H]2[C@]3(c4c(c(C(=O)CC1)c(O)c(C)c4)C(=O)C=C3 o2 "
%2 | Dvergolde D 8%?/%%1@/?}(%&%((@&;](?))5(=O)/C(=C\[C@H]2[C@]3(c4c(c(C(=O)CC1)c(O)c(C)c4)C(=O)C=C3N02= o2 "
1364 | rygrocn G ;:Cc(g; C/:C=C/[C@@H](OC(=O)[C@@]2(C)C=CC(=O)NC3=CZC(=O)c2c(C(=O)CC1)c(O)c(cc2C3=O)C o33 Yoo
1365 | rygrocn B E)_%C))é/_CC:ZC))é[:C@H](O)[C@H](C)OC(=O)[C@@]2(C3=C(C(=O)c4c(c(C(=O)CC1)c(O)c(c4)C)C3=O)NC o3 "
1366 | Benzastatin E COCIC@I(C@@HJCe2c(N1)cec(c2)C(=0)N)(CCC(=C(C)C)C)0 634 Yes
1367 | Benzastatin D COCIC@@]1(CCC(=C(C)C)C)Nc2cec(cc2CIC@HI1O)C(=ON 634 No
1368 | Benzastatin F CC(=C(CCC(IC@HJ Ce2c(N1)ecc(c2)C(=ON)(0)C)C)C 634 No
1369 | A-503451 B COCIC@@](C@HJ Ce2c(N1)cee(c2)C(=0)0)(CCC(=C(C)CIC)O 635 Yes
1370 g'e':qy:trh"y’%tgz'astaﬁnlj OC[C@@]1(CCC(=C(C)C)CINc2ecc(cc2C[C@H]10)C(=0)0 635 No
1371 | A503451 D COCIC@@]1(CCC(=C(C)C)C)Nc2cec(cc2CIC@HJ10)C(=0)0 635 No
ta7 | THdroxyibenzastaln | co-cceic@l(C@HICE2eNec(c2)C=0)0)0)CIC)C 635 No
1373 | Ent-DDHK 0C(=0)CIC@@H]10[C@@H](C)e2¢(C1)cc1c(c20)c(O)ccc 636 No
1374 | T3HN 0C(=0)CIC@HJ1O[C@HI(C)c2¢(C1)c(O)c1c(c20)c(O)cee] 636 Yes
1375 | Epi-DDHK OC(=0)C[C@H]10[C@@H](C)c2c(C1)cc1c(c20)c(O)cect 636 No
1376 | DHK-OH 0C(=0)CIC@H]10[C@HI(C)c2¢(C1)c(0)c1c(c20)c(O)cee10 636 No
1377 | DDHK 0C(=0)CIC@@H]1CC2=C([C@H](01)C)C(=0)c1c(C2)cceet O 636 No
1378 | NanaomycinalphaA | COC(=0)C[C@@H]10[C@@HI(C)C2=C(C1)C(=0)c1c(C2=0)c(O)occt 636 No
1379 | Deoxyfrenolicin CCCIC@HJ1O[C@H](CC(=0)0)CC2=C1C(=0)c16(C2=0)cccct 0 636 No
1380 | Promainoiaciore b Sg)c(; &CO%(C?CC;C (;2:0001(COC(=O)02[nH]ccc2)C(OC(=O)C)CC(CZ(C1CCC1 (C2CC=CICICT=COC( | gy Yoo
1381 | Promaimolacions B Sg)c(; CC100c)(Cc)>g)1C (;é)CC1(COC(=O)02[nH]cch)C(OC(=O)C)CC(CZ(C1CCC1 (CICCCCICICOIC | g Yoo
. COC1CCC(OC1C)0CIC@]T(COC0)2eee(MHI2)C)IC@HIOCFO)CICIC@@HIIC@@I2(CTCTIC
1382 | Phenalinolactone A @@]1(C@HI2CC=C([C@H]1C1=C(0)C(=0)0C10)C)C)C)O 638 No
. COCctceo(IHJ1)C(=0)0CIC@@]! (COIC@HI2CCIC@HI(C@@HI02)C)0C)C@HIOC(=0)C)CIC
1383 | Phenalinolactone C | & &1 i @@]2(C@@HITCCIC@@1([C@HI2CC=C(IC@HJ1C1=C(0)C(=0)0C10)C)C)C)O 638 No
1384 | Zoumbericin A COc1cc(oc(=0)c1)Celccec(c1C(=0)c1cceect)O 639 Yes
1385 | Ruthmycin CCCIC@HJ10[C@H](CC(=0)0)C=C2IC@@]31CC(=0)CIC@@]2(c1¢(C3=0)c(O)ccc )0 640 Yes
— 0C(=0)CIC@HJ1OC@HI(C)c2c(C1)c(0)cTc(c20)C=0)C(=CC 1=0)C1=CC(=0)c20(C1=0)c(O)cTcle
1386 | Actinorhodin 20)C[C@H)(O[C@@H]IC)CC(=0)0 641 Yes
. . 0C(=0)CIC@@H]10[C@H](C)C2=C(CT)C(=0)c1c(C2=0)c(0)c(cc10)e106(0)e20(c10)C(=0)C 1=C(
1387 | Actionorhodin C2=0)CIC@@H](O[C@@H]1C)CC(=0)0 641 No
r3ga | T-Demethy- OCIC@HI1O[C@HI(OCIC@HI20[C@@HIOIC@@HIIC(=CIC)CIIC@@HIIC=CIC=CICIC=CICE3] | gy o

glucopiericidin A

nH]c(0C)c(c(=0)c3C)0C)/C)C)[C@E@H](C@H](C@@H]20)0)0)[C@@H](C@H](C@H]10)0)0




Comp

Noa Name SMILES® Cluster No® | Rep
- OC[C@H]10[C@H|(OCIC@H20[C@@H](O[C@@H](C(=CC)C)[C@@H](C=C(C=CCC(=CCc3[nHc
e I
1 2 = [ H](/C=C(/C= =C/c3nc(OC)c(c(c3
1390 | BE-14324-113 CICICC20II0ICICIO10)0)0 642 No
(2R3R 4S 55 6R)-2-
(((2E 4R 5R,6E,8E, 11E
)-13-(4-Hydroxy-5,6-
dimethoxy-3-
methylpyridin-2-yl)-
3,5,7,11-
tetramethyltrideca- _ — (= -
1391 | 26811-traond. OC[C@H]10[C@H](OCIC@HI20[C@@H](O[C@@H](IC(=C/C)/C)[C@@H](/C=C(/C=CICIC(=C/Cc3 642 Ves
yiloxy)-6- nc(OC)e(c(c3C)0)0C)/C)\C)C)C@@H]([C@H](C@@H]20)0)0) C@@H]([C@H](C@@H]10)0)0
((((2S,3R 48,55 6R)-
3,4,5-trihydroxy-6-
(hydroxymethyl)tetrahy
dro-2H-pyran-2-
yl)oxy)methyl)tetrahydr
0-2H-pyran-3,4,5-triol
13-Hydroxypiericidin A
139 | 10-O-alpha-D- 0C/C=C([C@@H]([C@@H](/C=C(/C=C/CIC(=C/Ccinc(OC)c(c(c1C)0)OC)/C)\C)C)O[C@@H]10[C 642 "
galactose (1—6)-beta- | @H](CO[C@H]20[C@H](CO)[C@@H](C@@H](C@H]20)0)0)[C@HI([C@@HI[C@H]10)0)O)\C °
D-glucoside
13-Hydroxypiericidin A
1393 | 10-O-alpha-D-glucose | OCIC=C(IC@@HI(IC@@HI(IC=C(/C=CICIC(=CICcTno(OC)c(e(ct C)O)OC)C) CICIO[C@@HI1OIC 642 No
(1|—>6).-é)eta-D- @H](CO[C@H]20[C@H](CO)[C@H]([C@@H]([C@H]20)0)0)[C@H]I([C@@H](C@H]10)0)0)\C
glucoside
(2R3R 4S 55 6R)-2-
(((2E 4R 5R,6E,8E, 11E
}-13-(4-Hydroxy-5,6-
dimethoxy-3-
methylpyridin-2-yl)-
3,5,7,11-
tetramethyltrideca- | 10 @H}10[C@H)(OCIC@HIZOIC@@HI(OIC@@H](C(=C/C)/C)[C@@H](C=C(/C=CICIC(=C/Ce3
™ | l0C)e(ele3cI0j00)C)CIcic@@HI(C@HI(Ce@HRO00ICa@H CaHI(c@Hojo0 | *2 | N
((((2S,3R 4S,5R 6R)-
3,4,5-trihydroxy-6-
(hydroxymethyl)tetrahy
dro-2H-pyran-2-
yl)oxy)methyl)tetrahydr
0-2H-pyran-3,4,5-triol
4'-O-beta-D-Glucose
105 |13 0C/C=C([C@@H]([C@@H](/C=C(/C=C/CIC(=C/Ccinc(OC)c(c(c1C)O[C@H]1 O[C@H]I(CO)[C@HI( 643 y
hydroxyglucopiericidin | C([C@H]10)0)0)0C)/C)\C)C)O[C@@H]10[C@H](CO)[C@H]([C@@H](C@H]10)0)O)\C es
A
1306 | 4-0-beta-D-Glucose | CIC=C(IC@@HIIC@@HI(C=C(/C=CICIC(=CICcTno(OC)c(c(cTCJOIC@HITOIC@HICOIC@HICH | 4 \
glucopiericidin A C@H]10)0)0)0C)/C)\C)C)0[C@@H]1 O[C@H](CO)[C@H](CA@@H](C@H]10)0)0)\C °
1397 | 3-Deoxytalopiericidin | CIC=C([C@@HIC@@HI(IC=C(\C=CICIC(=CiCcTno(0C)c(c(o! C)OIC@@H]1OIC@HICIC@@H o1t v
Al [C@@H](C@@H]10)0)0)0C)/C)/C)C)0)/C es
1398 | Glucopiericidin B 0CC10C(0c2¢(C)e(CIC=C(ICIC=CIC(=CIC(C(IC(=CIC)/C)0)C)/CH\C)nc(c20C)OC)C(C(C10)0)0 644 No
, - CIC=C([C@@H]([C@@H](IC=C(\C=CICIC(=C/Ccnc(OC)c(c(c1C)O[C@HI1O[C@@HI(C)C@@HI(
1399 | 3-Rhamnopiericidin A1 [C@HJ(C@HJ10)0)0)0C)(C)/C)C)O)/C 644 No
. COC(=0)C1C(0)C(C)C(0)C(C)/C=C(IC)\C(=0)c2c(OC)c(C)c(c3c2C(=0)C(=C(NC(=0)/C(=C\C=C\C{
1400 | Awamycin C(C(C10)C)0)C)C)C3=0)SC)O 645 Yes
1401 | Incedni CN[C@H]C@@H](OC[C@HI([C@@H]10)O[C@H]1CCIC@@H](C@H](O1)C)NC)O[C@H]1/C=C\ 615 v
neednine C=C\C(=C\C=C\C(=C\C[C@@H](NC(=0)/C(=C/C(=C/C=CIC=C/[C@@]1(C)0)/C)/OC)C)\C)\C e
1402 | sp1 CCIC@@H](CIC/1=C\C(=C\C=C\C=C\[C@@](C)(0)C(IC=C\C=C\C(=C\C=C\C(=C\C@@H](CNC1= 647 z
) 0)C)\C)\C)OC10CC(C@@H](CIN)0)OC1 COC(C@@H](C10)0)C)\C)C °
1403 |sipc CICH=C\C=C\C(=C\[C@H](C)CNC(=0)/C(=C/C(=C/C=CIC=C/[C@@](C(IC=C\C=C1)OC10CC(C@ 647 v
) @H](CIN)0)OC10C(C)C(C@](C1)(C)OIN(C)C)(C)0)/C)ICC(C)C)\C es
100 | SIPAT CICH=C\C=C\C(=C\[C@H](C)CNC(=0)/C(=C/C(=CIC=C/C=C/[C@@](C(IC=C\C=C1)OC10CC(C@ 647 z
- @H](C1N)0)OC1COC(C@@H](C10)0)C)(C)0)IC)/CC(C)C)\C °
1405 | SP-A2b CICH=C\C=C\C(=C\[C@H](C)CNC(=0)/C(=C/C(=C/C=C/C=C/[C@@](C(IC=C\C=C1)0C10CC([C@ 647 No

@H](C1N)0)OC10C(C)C(C@](C1)(C)0)0)(C)O)/C)CC(CICNC




Comp

Noa Name SMILES® Cluster No¢ | Repd
1406 | sip-83 CCIC@@H](C/C/1=C\C(=C\C=C\C=C[C@@](C)(O)C(/C=C\C=C\C(=C\C=C\C(=C\C@@H](CNC 1= 647 No
0)C)\C)\C)OC10CC(C@@H](CIN)O)OC1OC(C)CIC@@HJ(CIN(C)C)CIC
07 | SpA3 CC10C(0C2COC(C(IC@HI20)N)OC2/C=C\C=C\C(=C\C=C\C(=C\[C@H](C)CNC(=0)/C(=C/C(=CIC 647 \
- =C/C=C/[C@@]2(C)0)/C)CC(C)C)\CNC)CIC@HI(CIN(CIC ©
1408 | S CICH=C\C=C\C(=C\[C@H](C)CNC(=0)/C(=C/C(=C/C=C/C=C/[C@@](C(/C=C\C=C1)0C10CC(C@ 647 \o
@H](C1N)O)OC1CI[C@@H](0)C(C(O1)C)O)(C)O)/C)/CC(C)CN\C
CIC/1=C\C=C\C(=C\C[C@H](C)NC(=0)/C(=C\C(=C\C=C\C=C\[C@@H]((C@H](C=C\C=C1)0[C@@
1409 | dOHSipA H]10CIC@H]([C@@HI(C@H]IN)O)O[C@@H]1O[C@HI(C)[C@HI(IC@](C1)(C)O)N(C)C)C)\C)/CC( 647 No
c)C)C
10 |SPD CCIC@@H](CIC/1=C\C(=C\C=C\C=C[C@@](C)(0)C(/C=C\C=C\C(=C\C=C\C(=C\C@@H](CNC 1= 647 \o
0)C)\C)\C)OC10CC(C@@H](CIN)O)OC1OC(C)C(C@I(C1)(C)ON(C)C)C)C
11 | INHSioA CIC=CIC=CIC(=CICIC@HI(CINC(=0)C(=CIC(=C\C=C\C=CC@@JC@HIIC=C'C=CTIOC@EH] | ¢, \
P 10CIC@H]([C@@H](C@H]1N)O)O[C@@H]10[C@H](C)C(=0)[C@](C1)(C)O)(C)ONC)ICC(C)C)\C °
CICI=C\C=C\C(=C\C[C@H](C)NC(=0)/C(=C\C(=C\C=C\C=C\[C@@]([C@H](IC=C\C=C1)O[C@@H]
1412 | dSipA 10C[C@H]([C@@HI([C@H]IN)O)O[C@H]! CC@@HI(O)[C@@HIC@HI(O1)C)N(C)C)(C)ONC)/C 648 Yes
C(C)C)\C
CIC=C\C=C\C(=C\C[C@@HI(C)NC(=0)/C(=CIC(=C/C=CIC=C/[C@][C@@H](IC=C\C=C1)O[C@H]
1413 | Sipanmycin A 10C[C@@HI(C@HI[C@@H]N)O)O[C@@H]1CCIC@HI[C@@HI(01)CIN(C)C)(C)O)/C)CC(C)C) | 648 No
\c
CCIC@@H](C/C/1=C\C(=C\C=C\C=C\[C@@](C)(O)[C@H](/C=C\C=C\C(=C\C=C\C(=C\C[C@@HI(N
1414 | Sipanmycin B C1=0)C)\C)\C)0[C@@H]10C[C@HI([C@@HI(C@H]N)O)O[C@@HI1O[C@HIC)[C@HI(C@I(CT) | 648 No
(C)ON(C)C)\C)C
s |30 CIC/1=CIC=CIC(=CICIC@HIICINC(=0) C(=CIC(=CIC=CIC=CIC@@IC@HIIC=CIC=CTIOC@@H] |  4,q \
Demethyisilvalactam | 10C[C@H]([C@@H]([C@H]1N)0)O)(C)O)\C)/ICC(C)C)\C ©
. CO[C@H]1[C@H](0)COC(CIN)OCH/C=C\C=C\C(=C\C=C\C(=C\CC(NC(=0)/C(=C/C(=CIC=CIC=CIC
1416 | Silvalactam 1(C)0)/C)ICC(CICICNCIC 648 No
17 | AgeeSt CCC@@HI(CIC/1=CIC(=CIC=CIC=CIC@@IIC)OJC@HIC=CIC=CIC(=CIC=CICFCICIC@EHIN | 0 \
9 C1=0)C)\C)\C)0[C@@H]10C[C@H](C@@H](C@H]1N)O)0)/IC)C °
CICH=C\C=C\C(=C\C[C@H](C)NC(=0)/C(=C/C(=C/C=CIC=C/[C@@][C@H](C=CIC=C1)O[C@@H]
1418 | Auroramycin 10C[C@H]([C@@HI(C@H]IN)O)O[C@@H]10[C@HI(C)[C@HI(C@](CT)(C)O)N(C)C)(C)O)/C)ICC 648 No
(C)C)\C
CCIC@@H](C/C/1=CIC(=CIC=CIC=CI[C@@](C)(O)IC@HI(/C=C\C=C\C(=C\C=C\C(=C\C[C@@HI(N
1419 | dSipB C1=0)C)\C)\C)O[C@@H]10CIC@HI(C@@HIC@H]IN)O)O[C@HIICC@@HIO)C@@HI[C@H] | 648 No
(O1)CN(C)C)/C)C
1420 | Heronamide F CIC=CIC=CIC[C@@H]1C/C=CIC=C(\C)/C=C/C=C\[C@H](IC@H](/C=C(/C=CIC=C/C(=0)N1)\C)0)O 649 Yes
1421 | Bombyxamycin A CIC@@H]1/C=C\C=C\C=C/C=C\C=C\C(=0)C[C@@H](C/C=C(\C=C\C=C/C=C\C(=0)NC1)/C)O 650 Yes
(3Z,5E,72,9,12R 13E,
15E,172,192,21Z,23R)
-12- Hydroxy-23-
1422 | methyl-1- CIC@@H]1/C=C\C=C/C=C\C=C\C=C\[C@H](0)C/C=C\C=C/C=C/C=C\C(=O)NC1 651 Yes
azacyclotetracosa-
3,5,7,9,13,15,17,19,21-
nonaen-2-one
1423 | Cyclamenol A CC1/C=C/C=CIC=C\C=C\C(0)C/C=C/C=C/C=C/C(=O)NC1 651 No
1424 | Bafilomycin A 8;%())(13C=CC=C(C)CC(C)C(O)C(C(=CC=C(C(=O)OC1C(C(C(C1(O)CC(O)C(C(O1)C(C)C)C)C)O)C)O 652 Yes
C/IC=C/[C@H]10[C@](O)(C[C@H]([C@@H]1C)O[C@H]1C[C@@H](O)[C@@H]([C@H](O1)C)OC(=
1425 | Concanamycin B O)N)[C@HI([C@@HI([C@@HI[C@H]!OC(=0)/C(=C/C(=C/IC@@H](C)[C@@HI(O)C@HI(C@HI( 653 Yes
C@@H](CIC(=C/C=C/[C@@H]10C)/C)C)0)C)/C)I0C)C)0)C
. CIC=CIC10C(0)(CC(C1C)0[C@@H]! CIC@@HI(O)[C@@HIC@HI(OT)C)0)C(C(C(CTOC(=0)/C(=
1426 | Concanamycin D C\C(=C/C(C)C(O)C(C(C(C/C(=C\C=CIC10C)/C)C)O)C)\C)OC)C)0)C 653 No
. CIC=CIC10C(0)(CC(C1C)OCTCC(O)C(C(O1)C)OC(=0)N)C(C(C(CT0C(=0)/C(=CIC(=CIC(C)C(O)C
1427 | Concanamycin & C(C(CIC(=CIC=CIC10C)/C)C)0)/C)IOCIC)0)C 654 No
. . COC1/C=CIC=C(\C)/CC(C)C(O)C(CC)C(C(IC=C(/C=C(/C(=0)OC1C(C(C(C1(0)CC(OC2CC(0)C(C(O
1428 | Viranamycin B 2)C)OC(=0)N)C(C(01)C)C)C)0)C)OCHCIC)O 654 No
CIC=C/[C@H]10[C@](0)(CIC@HI([C@@HI1C)O)[C@HI([C@@H]([C@@H](C10C(=0)/C(=C\C(=C\
1429 | Concanamycin F [C@@HI(C)[C@@HI(O)[C@H]([C@HI([C@@HI(CIC(=C/C=C/[C@@H]10C)/C)C)O)CC)C)OC)C)0 | 654 No
)
C/IC=C/[C@H]10[C@](O)(C[C@H]([C@@H]1C)0)[C@H]([C@@H)(C@@H](C10C(=0)/C(=C/C(=C/
1430 | Concanamycin [C@@H](C)[C@@HI(O)[C@HI([C@HI(C@@H](C/C(=CIC=C/[C@@H]1OC)/C)C)O)CC)C)OC)IC)O | 654 No
i
1431 | Goncanamycin C CIC=CIC10C(0)(CC(CTC)OIC@@H]TCICR@HIOIC@@HI[C@HIOTCIO)CCC(CIOCFOICE |, Ves

C\C(=C/C(C)C(0)C(C(C(CIC(=C\C=CIC10C)/C)C)0)CC)\C)OC)C)0)C




Comp

Noa Name SMILES® Cluster No® | Rep
C/C=C/[C@H]10[C@](O)(C[C@H]([C@@H]1C)O[C@H]1C[C@@H](0)[C@@H](C@H](O1)C)OC(=
1432 | Concanamycin A ONJC@HI[C@@HIC@@HIIC@H1OC(=0)/C(=C/C(=CICR@HICICRRHIOIC@HIIC@HI[ | 655 | Yes
C@@HI(CIC(=CIC=CI[C@@H]10C)/C)C)0)CC)/C)IOC)C)0)C
— COC1CCIC=C(IC)/C=CIC(0C2CCNC(=0)C)C(C(02)C)0)C(C)CC(C20C(C(C(=0)0CTIC=CIC(=CIC
1433 | Linearolide A (C(0)C)C)/C)C)(0)C(OC)C(C2C)0)0C 656 Yes
—  I(iC=C\C=C\C10C(0)[C@@H](C(=0INCIC=CIC=C[C@HI[C@HI(C20C(C@@HIC@@H20)0)
1434 | S6-Dihydro-kimomycin | - 6/6=G/G=C(/G(=0)C2=C(0)CCNC2=0)\CIC)OC)CICCIC(C(CI(CIC)0)0 657 | Yes
— CIC=C\C=C\C@@HI10[C@@I(0)(CIC@@HI(C(C)C)O)C(C(=OINCIC=CIC=C(IC(C(C(CUC=CIC=
1435 | Kirrothricin CIC=CIC=C(IC(=CM/C(=0)CCN(C1=0)C)/O)\C)0)0)C)OC) C)CC o7 | No
13| 20-0Demethyr- CIC=CIC=CIC10C(0)([C@@HIICFONCIC=C/C=C(IC@HI(C@MIC20C(CRGHIIC@EHIZ0I0) | g "
Kirromycin JC=CIC=CIC=C(/C(=0)C2=C(O)CCNC2=0)\C)C)O)\C)CCIC(C(CH(C)C)0)0
CIC=CIC=C/[C@@HI10[C@](0)([C@@HI(C(=0)NC/C=CIC=C([C@HI[C@HI[C@@H2OC@@H]
1437 | Kiromycin B (C@@HI(C@@H]20)0)/C=C/C=CIC=C(/C(=0)c2c(0)ecnHIc2=0)\C)C)OC)\C)COIC@RHIIC@@ | 657 No
HIC1(C)C)0)0
30-Hydroxy-5,6- CIC=C\C=C\C10C(0)([C@@HI(C(=0)NC/C=C/C=C([C@H]([C@H](C(/C=CIC=CIC=CIC=C(/C(=0)c
e diaton | 26(0)cclHIc2=0)C)OICIOC) CICCIC(CIC (CICI0)0 o7 | Ne
[ CIC=C\C=C\C10C(0)(CC(CI(C)0)0)IC@@HICONCIC=CIC=CIC@HI[C@HIC1OC(C@@HIT
1439 | 30-Deoxy-kiromydin | 5 &1110)0)/C=CIC=CIC=C{/C(=0)C1=C(O)CCNC1=0)\C)C)OC)\C)CC 657 No
CIC=C\C=C\[C@@HITO[C@](0)([C@@HI(C(=0NC/C=CIC=C([C@HI[C@HI[C@@HI2OC@@H]
1440 | Kirromycin (F[I]c(g%ggg%@mzmoyc:o/c =CIC=C(/C(=0)c2¢(0)celnH]c2=0)\C)C)OC)\C)CO)C@@HI(CR@ | 657 No
. CIC=C\C=C\[C@@HITO[C@@IO)CIC@@HICT(C)C)O)C(CFONCIC=CIC=CIC@@HIIC@HIC
1441 | Factumycin ([C@H](C=C\C=C\C=C\C=C(\C(=0)c1¢(Q)cen(c1=0)C)IC)0)0)C)OC)IC)CC 657 No
CIC=C\C=C\[C@@HIT0[C@](0)([C@@HI(C(=0)NC/C=CIC=C([C@HI[C@HIC20[C@@HI[Ce@
1442 | Aurodox HI((C@@HI20)0)/C=C/C=C/C=C(/C(=C\2/C(=0)C=CN(C2=0)C)/0)C)C)OC)C)CCC@@HIICR@ | 657 No
HIC1(C)C)0)0
C/IC=C\C=C\[C@@H]10[C@@](O)(C[C@@H](C1(C)C)O)[C@@H](C(=O)NC/C=C/C=C(/[C@H]([C@
1443 | Kiromycin C HI(C@@HI1O[C@@HI(C@@HI(C@@H]10)0)/C=CIC=CIC=C(IC(=0)c1c(O)eccnHIc1=0)C)C)OC | 657 No
)C)CC
C/C=C/C=C/[C@@H]10[C@@I(O)([C@@H](C@@H](C1(C)C)0)0)[C@@H](C(=O)NC/C=C/C=C(/[
1444 | Mocimycin g%%(([g\%ré]émO[C@@H]([C@@H]([C@@H]10)0)/C=C/C =CIC=C(IC(=CII\C(=O)NC=CC1=0)0)\| 657 No
CIC=CIC=CIC10C(0)(C(C(OINCIC=CIC=C{/C(C(C20C(C(C20)0)/C=CIC=CIC=C(IC(=C\2IC(=0)C
1445 | Efrotomycin =CN(C2=0)C)I0)\C)C)OC)\C)CC)C(C(C1(C)C)OCT OC(C)C(C(C10)0C)OCIOC(C)C(C(CIOC)0)0C | 658 | Yes
0
(0)C@HICICEHICEHICCC=CONCI=0CIC@EHICI-COCCCCe o IIONCICIONIO
. . =CC= = =CC=CC=CCclcnco
1446 | Bisoxazolomycin C)C)C(=0)0)C)CIC@HI(C@H](C=CC=CCNC(=0)C(IC@@H](C(=CC=CC=CCetencot)C)O)C)C)0) | 20 | Yo
c
—— COC(C1(0)C(CIC(=0)N(C21C(C)0C2=0)C)CC(CIIC=CIC=CICNC(=0)C(C{IC(=C\C=CIC=CIC(=C(T
1447 | Lajollamycin N+](=0)[0-)\C)/C)IC)0)(C)C)0)C 660 No
— COC(C1(0)C(CIC(=0)N(C21C(C)0C2=0)C)CC(CIIC=CIC=CICNC(=0)C(C{IC(=CIC=CIC=CICc ene
1448 | Triedimycin B (01)C)/C)0)(C)C)0)C 660 No
1429 | TrodmyanA )%(;/(é():(;g?g)(g%%gNé)C)c);C(=O)C(CZ(O)C(CC(C(/C=C/C=C/CNC(=O)C(C(/C(=C\C=C/C=C/Cc1cnc(o1 550 "
. COIC@HI(C@I1(0)[C@@HIC)CFON[C@]21COC2=0)C)CIC@HIC@HIIC=CIC=CICNC(=0)C([
1450 | Oxazolomycin A C@@HI(/C(=C\C=C/C=C/Cclocnc1)/C)0)(C)C)0)C 660 No
— CO[C@HIIC@I1(0)[C@@HIC)CFONIC@I2C@@HI(C)OC2=0)C)CIC@HIC@HIIC=CIC=CIC
1451 | Lajollamycin D NC(=0)C(IC@@H](C(=C\C=C\C=C\C(=C(IN(=0)=0)/C)\C)/C)O)(C)C)0)C 660 No
. CO[C@@HI(C@I1(0)C@@HI(C)C=ON(C@]21COC2=0)C)CIC@@HIC@@HIIC=CIC=CICNC(
1452 | Lajollamycin B =0)C([C@H](IC(=C/C=CIC=CIC(=C(IN(=0)=0)\C)/C)/C)0)(C)C)O)C 660 No
; ; Co[C@@H]([C@]1(0O)C@@H](C)C(=ON([C@]21[C@@H](C)0C2=0)C)CI[C@@H]([C@@H](/C=C/
1453 | Lajollamycin C C=CICNC(=0)C([IC@H(/C(=C/C=CIC=CIC(=C(IN(=0)=0)\C)/C)/C)O)(C)C)0)C 660 No
1454 | CumomycinB g)?)cc()%ggg(cc(%co():é))N(cmC(C)ocz=O)C)CC(C(/C=C/C=C/CNC(=0)C(C</C(=C\C=C/C=C/Cc1cnc 550 "
. . COIC@HIIC@T!(0)C@@HI(C)ICEOIN(C21C0C2=0)C)CIC@HI(CIIC=CIC=CICNC(=0)C(C{IC(=CY
1455 | Diffusomycin C=CIC=C/Cclocnc1)/C)0)(C)C)0)C 660 Yes
156 | omanion 8(==Cé)1)(c):[é:’\(l®1|)-lc]:2[C@H]3N1CC[C@@H]1C3=C([C@@H]20)[C@@H](C)[C@@H]([C@]21C=CC1=C2 o1 Yoo
CC=0)0[C@@HIC@IT2C=C(C)IC@HIBIC@IA(C(=CC(=0)C=CAIC@HIC@@HI3C)OIC@HI3CCT
1457 | Tetrapetalone B C@@H](C(03)C)0)N2C(=0)C(=C10)C)0)C 662 Yes
Wen | Tompaaora | COCBIZC-COICOACOHCI-CT-OK-CHCOHICOORRCIICGRICCHICIO | o | 1
1459 | 2-18secoLankacidinol | O[C@@HI1IC=CIC(=CICINC(=0)[C@@HII0)CI0C2=C(CIC=0)OIC@HIICIC@@HIIC=CICECICT | g "

A

)/C)O)[C@HJ2C)/C




Comp

Noa Name SMILES® Cluster No¢ | Repd
o O[C@@H]1/C=C/C(=C/[C@@H](NC(=0)[C@@H](O)C)[C@]2(C)C(=0)O[C@H](CIC@@H](/C=C/C(
1460 | Lankacidinol =C/C1)IC)0)[C@H](C2=0)C)IC 663 No
» O[C@@HI1/C=C/C(=CIIC@@HIINC(=0)C(=0)C)[C@I2(C)C(=0)OIC@HICIC@@HIIC=CIC(=CICT
1461 | Lankacidin IC)0)[C@HI(C2=0)C)IC 663 No
. — O[C@@HIT/C=C'C(=CIIC@@HINC(=0)[C@@HI0)0)C@I2(C)C(=0)OlC@@HICIC@@HIIC=C\
1462 | iso-Lankacidinol C(=CIC1)\C)O)[C@HI(C2=0)C)\C 663 Yes
a3 |Lntaonan | OCB@HIC-GECCNC-OICEHOIIC@CC-OOCHICEREAI-COFCT0 | gy | 1
1464 | Sedecamycin 0C1/C=CIC(=CICNC(=0)C(=0)C)C2(C)C(=0)0C(CC(/C=CIC(=C/C1)IC)OC(=0)C)C(C2=0)C)IC 664 | Yes
1465 :fg;ii‘gt'gcu CCC(=0)0C1/C=C\G(=CI0C(0)/C=CIC(=CIC(C2(C(=0)0C(CT)C(C)C2=0)CINC(=0)C(=0)C)C)C | 664 | No
O beta Kool COC(=ONIC@HITIC@@HI(C)OIC@HICIC@]T(CINE0)=0)OlC@HTICIC=CC)IC@@HIZC=CIC
1466 | 0P Klanosy] @HIRIC@HI(C@I2(C)C(=0)C2=C(IC@M(C@HIIC=C\C)C=C(COIC@@HICAC)OC2=0)0)[C@ | 665 | Yes
(I=A7Hdgenolde | gHjcicic@@Hiic@@Hjzo)c
. CIC=CIC=CIC10C(0)(C(C(=0)NCIC=CIC=C{IC(C(C20C(C(C2)0)IC=CIC=CIC=CIC(=0)0)C)OC)C)
1467 | Phenelfamycin B COC2CC(0C)OC(C20)C)C(C(C(C)C)OC(=0)Cecocect)O 666 No
. CIC=CIC=CIC10C(0)(C(C(0JNCIC=CIC=C{/C(C(C20C(C(C2)0)IC=CIC=CIC=CIC(=0)0)C)OC)\C)
1468 | Phenelfamycin A COC2CC(0C)OC(C20)C)C(C(CH(C)C)0)0C(=0)Ceteceee] 666 No
. CIC=CIC=CIC10C(0)(C(C(0JNCIC=CIC=C(/C(C(C20C(C(C2)0)IC=CIC=CIC=CIC(=0)0)C)OC)C)
1469 | Unphenelfamycin COC2CC(0C)OC(C20)C)C(C(CT(CIC)I0)0 666 Yes
70 | Lestzrr 8/)((3);8;82?\/00)10%0(0)(CC(C1(C)O)O)C(C(=O)NC/C=C/C=C(/C(C(C1OC(C(C1)O)/C=C/C=C/C=C/C(= 556 "
C/IC=C\C=C\[C@@H]1O[C@@](O)(CIC@@H](C1(C)0)0)[C@@H](C(=O)NC/C=C/C=C(/[C@H](IC
1471 | Demethy-L-681.217 | &1 1c@@H]10[C@@HI(C@@H](C1)0)/C=CIC=C/C=CIC(=0)0)C)OC)\C)C 666 No
. CIC=CIC=CIC10C(0)(C(C(=0)NC/C=C/C=C{IC(C(C20C(C(C2)0)/C=CIC=CIC=CIC(=0)0)C)OC)C)
1472 | PhenelfamycinC | 60626C(0C)C(C(02)C)0C2CC(0C)G(C(02C)0)C(C(C (C)C)0)OC(=0)CeToocet o67 | Yes
C/C=C\C=C\C@@HI10[C@](0)(C(C(=0)NCIC=C/C=C(IC(IC@HI(C20[C@@HI[C@@HI(C2)0)/C=
1473 | Phenelfamycin E CIC=C/C=C/C(=0)0)C)0C) CICO[C@@HIZCIC@@HIOC)CIC@HIOACIOC@HIZCICRHIOOIC | gos | yes
@@H]([C@H](02)C)0[C@@H]2C[C@@H](OC)[C@H]([C@H](02)C)0)[C@@H]([C@@H](C1(C)C)
0)OC(=0)Cc1cceect
CIC=CIC=CIC10C(0)(C(CFOJNCIC=CIC=C{IC(C(C20C(C(C2)0)IC=CIC=CIC=CIC(=0)0)C)OC)\C)
1474 | Pheneffamycin F COC2CC(0C)C(C(02)C)0C2CC(OC)C(C(02)C)0C2CC(OC)C(C(02C)0IC(C(CI(CICIOC=0)Cete | 669 | Yes
ccec1)O
CCCIC@HITIC=CC)/CIC@@HI(CICIC@HI0C)C20C@@](0)(CC(=ON3CIC@HIC(=0)0C(C@
1475 | 9-DeoxoFK506 @HIIC@@H](CC1=0)0)C)/C(=CIC@@H]ICCIC@HIC@@H]I(C1)0C)0)/C)CCC3)CR@HICIC 670 | Yes
@@H]200)C
CCCIC@@HITIC=C(C)/CIC@HI(CICIC@HIOC)C@HIZ0IC@](0)(C@@HICIC@HI20C)C)C(=0)
1476 | Tsukubamycin B g%g)ch;(z)[)?gg(]:(g&O)O[C@@H]([C@@H]([C@H](cc1=0)0)C)/C(=C/[C@@H]1CC[C@H]([C@H]( 671 No
C=CC[C@@H]1/C=C(\C)/IC[C@H](C)C[C@H](OC)[C@H]20[C@](O)([C@@H](C[C@@H]20C)C)C(
1477 | Tacrolimus =0)C(=0)N2IC@H](C(=0)0[C@@HI(C@@HI(C@HI(CC1=0)0)C)IC=CIC@@HIICCIC@HIIC@ | 671 Yes
@HJ(C1)0C)0)/C)CCCC2
C=CCIC@@H]1/C=C(\C)ICIC@HI(C)CIC@HIO0)C@HI20IC@I0) [C@@HICIC@@HIOC)CIC
1478 | 32-Dehydroxy-FK506 | =0)C(=0)N2IC@H](C(=0)0[C@@HIC@@HI(C@HI(CC1=0)0)C)IC(=CIC@@HICCCIC@@HI( | 671 No
C1)0C)/C)CCCC2
COIC@@HICIC@@HICCIC@HIT0)/C=Cl[C@HIT0C(=0)[C@@H]2CCCCNZC(=0)C=O)C@I
1479 | 36-Methyl-FK506 g])(%[[%%l-l_l']](z[%%l-g)(\CC[C@@H](C/C(=C\[C@H](C(=O)C[C@@H]([C@H]1C)O)CC(=C)C)/C)C)OC)[C@ 671 No
C=CCC1/C=C(\C)/CC(C)CC(0C)C20C(0)(C(CC20C)C)C(=0)C(=0)N2C(C(=0)0C(C(C(CC1=0)0)
1480 | 31-0-Demethyieke06 | ¢l L EN SO 671 No
CCIC@@H]1/C=C(\C)/IC[C@H](C)CIC@H](OC)[C@H]20[C@](O)([C@@H](CIC@@H]20C)C)C(=0)
1481 | FK520 C(=ON2IC@H](C(=0)0[C@@H|(C@@HI(C@HI(CC1=0)0)C)/C=CIC@@HIICCIC@HI[C@@H | 671 No
J(C1)0C)0)/C)CCCC2
9-Deoxo-31-0- ClC@@H]1C[C@@H](C@@H]2[C@H](CIC@H]([C@@](02)(CC(=0)N3CCCCIC@H]3C(=0)0[C@
tagy | SDeOKOSIO @HI[C@@HI(C@HI(CC(=0)[C@@HI(C=C(\C1)/C)CC=C)0)C)C=CIC@@HICCICRHIIC@@ | 672 | Yes
y HJ(C4)0)0)/C)0)C)0C)0C
9-Hvdroxv-31-0 C=CC[C@H]1/C=C(\C)/C[C@H](C)CI[C@H](OC)[C@H]20[C@](O)([C@@H](CIC@@H]20C)C)C(C(
t4gy | HVUOK-I0- =0)N2/C@HI(C(=0)0C(IC@@HI(IC@HI(CC1=0)0)C)/C(=CIC@HI CCIC@HIIC@@HICTIO0NC | 673 No
VIFK506 ecens
C=CC[C@@H]1/C=C(\C)/IC[C@H](C)[C@H](OC)[C@H]20[C@](O)([C@@H](CIC@@H]20C)C)C(=
1484 | FRO00525 0)C(=0)N2[C@H](C(=0)0[C@@HIC@@HI(C@HI(CC1=0)0)C)/C(=CIC@@HIICCIC@HIIC@ 673 No
@HJ(C1)0C)0)/C)cCC2
C=CCIC@H]1/C=C(\C)/CIC@HI(C)CIC@HI(OC) [C@HI20C@I0) [C@@HICIC@@HI20C)CIC(C
1485 | 9-HydroxyFK506 =0)N2[C@H](C(=0)0C(C@@HI(C@H(CC1=0)0)C)/C(=CIC@HIICCIC@HIC(COc)0C)ICCC | 673 | Yes

C2)0




Comp
No?

Name

SMILES®

Cluster No¢

Repd

1486

Homorapamycin A

CO[C@@H]1CIC@@H](CCIC@H]10)C[C@HI([C@H]10C(=0)C2CCCCN2C(=0)C(=0)[C@12(0)0]
C@@H](CCIC@H]2CC)CIC@H](OC)/C(=C/C=CIC=C/[C@H](CIC@H](C(=0)[C@@H][C@@HI(C(=
C/[C@H](C(=0)C1)C)/C)0)OC)C)C)/C)C

674

Yes

1487

Homorapamycin B

CCIC@@H]1/C=C/C=C/C=C(\C)[C@@H](OC)CIC@@H]2CCIC@H]([C@](02)(0)C(=0)C(=0)N2C(

C(=0)0[C@@H](CC(=0)[C@@H](/C=C([C@H]([C@H](C(=0)[C@@H](C1)C)OC)O)\C)C)IC@@HI(
C[C@@H]1CC[C@H](C@@H](C1)0C)0)C)CCCC2)C

675

Yes

1488

SCHEMBL7943587

CCIC/1=C/CC(OC(=0)C2CCCCN2C(=0)C(=0)C2(0)0C(CCC2C)CC(C(C(CC(CC(/IC(=C\C(CC(CT0)
C)C)IC)0)0)0)C)0)/C(=CIC(C(O)C)C)/IC

676

Yes

1489

SCHEMBL8282790

CCICM=CICC(OC(=0)C2CCCN2C(=0)C(=0)C2(0)0C(CCC2C)CC(C(C(CC(CC(/C(=C\C(CC(C10)C
JC)/C)0)0)0)C)0)/C(=C/C(C(0)C)C)IC

676

No

1490

BC325

CO[C@H]1C[C@@H]2CCIC@H]([C@](02)(0)C(=0)C(=0)N2CCCC[C@H]2C(=0)0[C@@H](CC(=
O)[C@@H](/C=C(/[C@H](CC(=0)[C@@H](C[C@@H](/C=C/C=C/C=C/1\C)C)C)O)\C)C)[C@@H](Cc
1ccec(c1)0)C)C

677

Yes

1491

Demethoxyrapamycin

COC1CC(CCC10)CC(C10C(=0)C2CCCCN2C(=0)C(=0)C2(0)0C(CCC2C)CC(OC)/C(=C/C=CIC=C
\C(CC(C(=0)CC(/C(=CIC(C(=0)C1)C)IC)0)C)C)/C)C

677

No

1492

BRN 4225908

C=CCC1/C=C(/C)\CC(C)CC(OC)C20C(0)(C(CC20C)C)C(=0)C(=0)N2C(C(=0)0C(C(C(CC1=0)0)
C)IC(=C/C1CCC(C(C1)0C)0)/C)CCC2

678

Yes

1493

Rapamycin

CO[C@@H]1C[C@@H](CCIC@H]10)C[C@H](C10C(=0)C2CCCCN2C(=0)C(=0)[C@]2(0)OC(CC]
C@H]2C)C[C@H](OC)/C(=CIC=CIC=C\[C@HI(CIC@H](C(=0)[C@@HI(C@@H](C(=C/IC@H](C(=
0)C1)C)IC)0)OC)C)C)IC)C

679

Yes

1494

Homorapamycin C

CO[C@@H]1CIC@@H](CCIC@H]10)CIC@HI[C@H]10C(=0)C2CCCCN2C(=0)C(=0)[C@12(0)01
C@@H](CCIC@H]2C)C[C@H](OC)/C(=C/C=CIC=C/[C@H](CIC@H](C(=0)[C@@HI([C@@HI(/C(=C
/[C@H](C(=0)C1)CC)/C)O)OC)C)C)/C)C

680

Yes

1495

FR 900523

CO[C@@H]1CIC@@H](CCIC@H]10)/C=C(/[C@H]10C(=0)C2CCCCN2C(=0)C(=0)[C@12(0)0C([
C@H](C[C@H](C/C(=C/[C@H](C(=0)CIC@@H]([C@H]1C)0)C)/C)C)OC)[C@H](C[C@H2C)OC)\C

681

Yes

1496

L-156,586

O[C@H]1/C=C/C=C(/C)\C=N\C=N\C(=0)/C=CI/C(=C)[C@@H](0C(=0)C2=CCCC32N2C(C1)0CC2C
30)C(C)C

682

Yes

1497

Cinnabaramide A

CIC@]120C(=0)[C@@]2NC(=0)[C@@H]1CCCCCO)[C@H|(C1CCCC=C1)0

683

Yes

1498

5'-Epi-SPA-6952A

CCC(CCI1CCCC2(01)CC10C(=0)IC=CIC(C)(0)C(O)C(C)C(O)C(OC3CCC(C(03)C)N(C)C)C(0)C(C
CCCC/C=C/C3=C(CC(02)C1C)OC(C3)(C)C)(C)0)O

684

Yes

1499

Ossamycin

CC[C@H](CIC@H]1CCCIC@]2(01)CIC@@H]10C(=0)/C=C/[C@@](C)(O)[C@@H](C)[C@H](C)[C
@@H](O)[C@H](OC3CCC(C(O3)CIN(C)C)C@@H](O)[C@](CCCCC/C=C/[C@HBIC@@](CIC@HI(
02)[C@H]1C)(0)0C(C3)(C)C)(C)0)O

685

Yes

1500

NK 154183B

CCC(CC1CCCC2(01)CC10C(=0)/C=C/C(C)(0)C(0)C(C)C(0)C(OC3CCC(C(O3)CIN(CIC)C(O)C(C
CCCC/C=CIC3C(CC(02)C1C)(0)OC(C3)(C)C)(C)0)0

685

No

1501

Yokonolide B

CCC(CCI1CCCC2(01)CC10C(=0)C=CC(C)(0)C(0)C(C)C(0)C(OC3CC(O)C(C(O3)C)N(C)C)C(C(CC
CC=CC3(C(CC(02)C1C)OC(0)C(C3)C)C)C)0)0

686

Yes

1502

AB2548A

CCIC@H](CIC@H1CCC[C@]2(01)CIC@@H]10C(=0)/C=C/[C@@)(C)(0)[C@@H](O)[C@H](C)[C
@@H](O)[C@H(O[C@HICIC@H](0)[C@R@HI(C@@H](O3)CIN(C)C)IC@H]([C@H](CCC/C=CIIC
@HB[C@H)(CIC@H](O2)[C@H]1C)OC(Q)[C@H](C3)C)C)0)0

687

Yes

1503

Yokonolide A

OCIC@H](C[C@@H]1/C=C/CCCIC@H](C)[C@@H](0)C@@H](C[C@HI2CIC@H](O)[CR@HI(C@
@H)(02)CN(C)C)IC@H](O)[IC@H](C)IC@@H](C@](C=C\C(=0)0[C@HJ2[C@H](C@H](CIC@E@H
110)0[C@]1(CCC[C@@H](01)CIC@H](CC)O)[C@@H]2C)C)(C)0)0)C

688

Yes

1504

NK 154183A

CCC(CC1CCCC2(01)CC10C(=0)IC=C/C(C)(0)C(O)C(C)C(O)C(O)C(0)C(CCCCCIC=CIC3C(CC(02
JC1C)(0)OC(C3)(C)C)(C)0)0

689

Yes

1505

Cytovaricin

CC[C@H|(CIC@@H]10[C@@]2(CCIC@@H]1C)CC10C(=0)/C=C/IC@@](C)(Q)C@QEHI(O)CR@
HI(C)[C@@HI(O)IC@H](O[C@HI3CIC@H](OC)IC@@H](C@H](03)C)0)[C@H](IC@](CCC/C=C/C3
[C@@](CC(O2)[C@H]1C)(0)OC[C@H](C3)C)(C)0)0)0

690

Yes

1506

Phthoramycin

CC[C@HI(CIC@@H]1OIC@@]2(CCIC@@H]1C)CIC@@H]10C(=0)/C=C/IC@@](C)(O)[C@@H](0
}([gg@),gi)](((cz))gc)g%H](O)C[C@H]([C@](CCC/C=C/[C@H]3[C@@](C[C@H](02)[C@H]1C)(O)OC[C@H

691

Yes

1507

Ushikulide A

CCC(CC10C2(CCCIC)CCI10C(=0)/C=CIC(C)C(0)C(C)C(0)CC(C(CCCIC=CIC(C(=0)CC(02)C1C)
CC(C)C)(C)0)0)0

692

Yes

1508

Ushikulides A

CCICeH](CIC@eH]1O[C@@]2(CCIC@@H]1C)ICIC@@H]10C(=0)/C=C/IC@H](C)[C@@H](O)[C
O@H](C)[C@@H](O)C[C@H]([C@H](CCC/C=C/[C@@H](C(=0)C[C@H](OZ)[C@H]1 C)CC(C)C)C)0)

692

No

1509

Ushikulide B

CCC(CC10C2(CCC1C)CC10C(=0)/C=CIC(C)C(0)C(C)C(0)CC(C(CCCCIC=C(/C(=0)CC(02)C1C)\
CC(C)C)(C)0)0)0

692

No

1510

Dunaimycin

CC[C@H](CIC@HNCCCIC@]2(01)CIC@@H]10C(=0)/C=C/[CR@)](C)(0)[C@@H](O)[C@H](C)[C
@@H](C)CIC@@H](0)[C@](CCCCCIC=C/[C@@H](C(=0)CIC@H](02)[C@H]1C)CC(C)C)(C)0)0

692

No

1511

YO-001A

CCC(CC10C2(CCC1C)CCICC(02)CCC(CC)/C=CIC=CICCCC(C(CC(CC(C(C(C(/C=CIC(=0)01)CT)
0)C)0)0)0)(C)0)0

692

No

1512

Ushikulides B

CCIC@HI(CIC@@H]1O[C@@]2(CCIC@@H]1C)CIC@@H]10C(=0)/C=C/IC@H](C)IC@@H](0)IC
gg])(g)[C@@H](O)C[C@@H](0)[C@H](CCCCC/C=C/[C@@H](C(=O)C[C@H](02)[C@H]1 C)cC(C)

693

Yes




Comp
No?

Name

SMILES®

Cluster No¢

Repd

1513

Oligomycin F

CCC(CC10C2(CCC1C)0CICCIC@H](CC)/IC=C\C=CICIC@@HI(C)[C@@HI(0)[C@@](C)(O)C(=O)|

694

No

1514

Oligomycin

)
C@H](C@H](C@H](C(=0)[C@HI([C@@H](C@H](C=CIC(=0)0C(C2C)[C@H]1C)C)O)C)C)0)C)O
CCIC@H]1/C=C\C=C\CIC@H](C)[IC@@H](Q)IC@](C)(O)C(=0)[C@H](C)[C@@H](Q)C(C)C(=0)[C@
@H|([C@@H)(IC@H](/C=C/C(=0)0C2C(IC@H](CC1)0[C@@]1(CCIC@H(C@H](01)CC(O)C)C)IC
@@H]2C)C)C)0)C

694

Yes

1515

Oligomycin A

CCIC@@H]1/C=C/C=C/CIC@H](C)IC@@H](0)[C@](C)(0)C(=0)[C@H](C)[CR@H](O)[C@H](C)C(
=0)[C@@H]([C@H)(C@@H](/C=C/C(=0)0C2[C@H](C(CC1)0[C@@]1(CCIC@H](C@H](O1)CIC
@@H](C)C)C)[C@@H]2C)C)C)0)C

694

No

1516

Oligomycin SC-Il

)
CCC1/C=CIC=CICC(C)C(O)C(C)(0)C(=0)CC(0)C(C)C(C(C(C(/C=CIC(=0)0C2C(C(CCT)OCT(CCC

695

Yes

1517

Oligomycin B

C(01)CC(0)C)C)C2C)C)C)0)C)0
CC[C@@H]1/C=C/C=C/CIC@H](C)IC@@H](O)[C@](C)(O ) (=0)[C@HI(C)[C@@H](O)C@H](C)C(
=0)[C@@H]([C@H](C@@H](/C=C/C(=0)OC2[C@H](C(CCT)O[C@]1(O[C@H](CI[C@@H](O)C)IC

696

Yes

1518

Oligomycin E

@@H](CC1=0)C)[C@@H]2C)C)C)0)C
CCIC@H]1/C=C/C=CICIC@@H](C)[C@H](0)IC@@I(C)(0)C(=0)[C@@H](C)IC@HIO)[C@R@HI(C)
O)0[C@@HIIC@E@H](C@H](CCT)0[C@@]!(CIC@@HN

697

Yes

1519

21-Hydroxy-oligomycin
A

C(=0)[C@H](C@@H](C@H](C=C/C(=
CIC@H](O)C)[C@H](CC1=0)C)IC@J2(C)O)C)C)0)C

0)C@@H](C)[C@H](0)IC@@H](C)
C(=0)[C@H]([C@@H](C@H](/C=C/C(=0)0[C@@HI2[C@@H](C@H](C[C@H]10)0[C@@](O[C

697

No

1520

Rutamycin B

CC[C@H]1/C=C/C=C/C[C@@H](C)[C@H](O)[C@@](C)(O)C(=
@@H](C[C@H](0)C)[C@H](CC1=0)C)[C@H]2C)C)C)O)C
CC[C@@H]1/C=C/C=C/CIC@H](C)IC@@H](0)[C@@H](C)C(=0)[C@H](C)IC@@H](0)[C@H](C)C(
=0)[C@@H|(C@H]([C@@H](IC=C/C(=0)0[C@H2[C@H]I(C@@H](CCTO[C@@]!(CCIC@HI(C
@H(O1)CIC@@H](0)C)C)C2)C)C)0)C

698

Yes

1521

44-Homooligomycin A

CCC1/C=C\C=CICC(C)C(O)C(C)(0)C(=0)C(C)C(0)C(C)C(=0)C(C(C(/C=CIC(=0)OC2C(C(CC1)OCT

698

No

1522

Oligomycin C

(CCC(C(01)CC(0)C)C)C2CC)C)C)0)C
CC[C@@H]1/C=C/C=C/CIC@H](C)IC@@H](0)[C@@H](C)C(=0)[C@H](C)I[C@@H](O)[C@H](C)C(

=0)[C@@H|([C@H]([C@@H](/C=C/C(=0)0[C@H]2[C@H]([C@@H](CCT)O[C@@]!(CCIC@H(C

699

No

1523

Rutamycin A

@H](01)CIC@@H](0)C)C)IC@@H]2C)C)C)0)C
CC[C@H]1/C=C/C=C/CIC@@H](C)[C@H](O)[C@R@)](C)(0)C(=0)[C@@HI(C)[C@H](O)[C@@H](C)
C(=0)[CeHI(C@@H](C@H](C=C/C(=0)0[C@@HIIC@E@H](C@H](CCT)OC@I1(CCIC@@H](

699

No

1524

Oligomycin D

C@@H](01)CIC@H](O)C)C)C2)C)C)O)C
CC[C@@H]1/C=C/C=C/C[C@H](C)[C@@H](0)[C@](C)(0)C(=0)[C@H](C)IC@@H](O)[C@H](C)C(
0)0C2[C@H](C(CC1)0[C@@]1(CCIC@HI(C@H](01)CIC

699

Yes

1525

21-Hydroxyoligomycin
C

=0)[C@@H](CeH](C@@H](C=C/C(=
@@H](0)C)C)C2)C)C)0)C
0)[C@@H](C)[C@H](0)IC@@H](C)C(=
0)0[C@@HIZ[C@@H](C@HI(CIC@H]10)0[C@@]!(OCR@

700

Yes

1526

40-Hydroxy-oligomycin
B

CC[C@H]1/C=C/C=CIC[C@@H](C)[C@H](O)[C@HI(C)C(=
O)[C@HI(C@@H](IC@H](C=CIC(=

H(CIC@H](O)C)[C@H](CC1=0)C)[C@H]2C)C)C)0)C
CC[C@H]1/C=CIC=CICIC@E@H](CO)[C@H(O)[C@@I(C)(O)C(=0)[C@@HI(C)IC@H)(O)C@@HI(C
JC(E=0)C@RHI[C@@HIC@HIIC=CIC(=0)0[C@@HIZ[C@@H](C@HI(CCTIO[C@@I1(OIC@EH(

701

Yes

1527

44-Homooligomycin B

CIC@H](O)C)[C@H](CC1=0)C)[C@H]2C)C)C)0)C
CC[C@H]1/C=C\C=C/CIC@@H](C)[C@H](O)IC@@](C)(O)C(=0)[C@@H](C)[C@H](O)[C@@HI(C)
C(=0)[C@H]([C@@H]([C@H](/C=C/C(=0)0C2C(C(CC1)O[C@@]1(O[C@@H](CIC@HI(O)C)[C@H]
(CC1=0)C)[C@H]2CC)C)C)0)C

702

Yes

1528

Maclafungin

0CCCC1C20C(=0)IC=C/C(CC)C(0)C(C)C(0)CC(OC)CC(C(C(CCIC=CIC=C/C(CCC10CA (C2)CCC(
C(01)CC(C(0)C)0)C)CC)0)C)O

703

Yes

1529

JBIR-139

CCC(C(C(C(C(C(C1CIC=CIC=CIC(0)CC(O)C(C)C(0)CC(OC20[C@HI(CO)C@@HI[C@@HIC@
HJ2NC(=0)C)0)0)C(C)C2CC(0)C(C(02)(CC(C(CCC(CC(CIC=CIC=CIC(=0)01)0)0)C)O[C@@H]!
O[C@H|(C)[C@H|(C@@H](C@H]10[C@@H]1O[C@H](C)IC@H]I([C@@H](C@H]10)0)0)O[C@H
11CIC@@H](O)[C@@H]([C@H](01)C)0)0)0)0)C)0)C)0)C)O[C@H]1CCIC@@H]([C@H](01)C)O[
C@H]1CCIC@@H](C@H](01)C)O

704

Yes

1530

JBIR-129

CCC(C(C(C(C(C(C1C/C=C/C=CIC(0)CC(0)C(C)C(O)CC(O)C(C)C2CC(0)C(C(02)(CC(C(CCC(CC(C
/C=CIC=C/C(=0)01)0)0)C)0[C@@H]1O0[C@H](C)[C@HI[C@@H)(C@H]10[C@@H]1O[C@H](C)
[C@HI[C@@HIC@H]10)0)0)0[C@H]1CIC@@HI(O)IC@@H](C@H](01)C)0)0)0)0)C)0)C)0)C
JOIC@H]1CCIC@@H](C@H](O1)C)O[C@H]1CCIC@@H](C@H](O1)C)O

705

Yes

1531

CHEMBL3086647

CCIC@@H]1[C@@H](C)OC(=CIC@H]10[C@H]1CIC@H](O)[C@@H](C@@H](01)C)O)[C@H](C
@@HI([C@@HI(C@H]10C(=0)/C=CIC=C/[C@H](C)[C@H](OC(=0)/C=CIC=C/[C@@H]1C)[C@HI(
CeH]([CeeHl([C@@](0)CIC@@H](O[C@H]2C[C@H](0)[C@@H]([C@@H](02)C)0)C@@HI(
C@H](01)C)CC)C)0)C)C)0)C

706

Yes

1532

2,2'Dimethyl-11,11"
0,0-
dimethylelaiophylin

CC[C@H]1[C@H](0C2CIC@H](O)IC@@H](C@@H](02)C)0)CICI(O[C@@H]1C)(OC)[C@H(C
@@H]([C@@H]([C@H]10C(=0)/C(=C/C=C/[C@H](C)[C@H](OC(=0)/C(=C/C=C/[C@@H]1C)/C)[C
@Hl(CeH(C@@H](Ce@]1(OC)ICIC@@H](O[C@H]|2C[C@H](O) C@@H)(C@@H](02)C)0)IC
@@H]([C@H](01)C)CC)C)0)C)/C)C)0)C

707

Yes

1533

2-Methylelaiophylin

CC[C@H][C@H](O[C@H]2C[C@H](O)[C@@H]([C@@H](02)C)O)CIC@](C[C@@H]1C)(O)IC@H](
[C@@HI([C@@H](C@H]10C(=0)/C=C/C=C/[C@H](C)[C@H](OC(=0)/C(=C/C=C/[C@@H]1C)/C)[
CeHl([CeHl(CeeHl(C@@!(0)ClC@@H](O[C@HI2CIC@H](0)C@@H]([C@@H](02)C)0)[C
@@H]([C@H](01)C)CC)C)0)C)C)0)C

708

Yes




Comp

Noa Name SMILES® Cluster No® | Rep
1110 -Dimetwit- | CCC@@HIC@HIOC@]CIC@H]TOC@H2CIC@@HIC@@HIIC@@HI02)C)010N[C@@H]

5 | dostitan O)[C@@H](C@HI(C)C@@HI3IC@H](/C=CIC=CIC(=0)0[C@@H]([C@H](/C=CIC=CIC(=0)03)C)[ 700 y

methyleliophyiin CoeH(CICeH(CoNICICak(CICar(Caa(CaHI4CC 0L CIcaeH(CaeH %
R S LR
1% | 22-Dmelhyielaiopin| e (c@er](c@@l OCice@HioIc@HRCceHIolcaercaerioacocee | T | T
HI(C@H](01)C)CC)C)0)C)/C)C)O)C
CCC@H[C@H](O[C@H]2C[C@H](O)[C@@H]([C@@H](02)C)0)C[CR](O[C@@H]1C)(OC)C@H
153 | 2Methyl41,11-0- l([C@@HI(C@@HI([C@H]10C(=0)/C=C/C=C/[C@H](C)[C@H](OC(=0)/C(=CIC=CIICR@HIIC)C) | 4, Yes
dimethylelaiophylin g%g]@ﬂﬁ%—i])([(;@(«)@(l;l)](()[)(é%(?];éOC)C[C@@H](OCZC[C@H]( JC@@HI(C@@H](02)C)0)[Ca®@
CCC@H[C@H](O[C@H]2C[C@H](C)IC@@H](C@@H](02)C)C)CICR](O[C@@H]1C)(OC)C@H

157 | 1111-0- l[C@@H]([C@@H]([C@H]10C(=0)/C=C/C=C/[C@H](C)[C@H](OC(=0)/C=C/C=C/[C@@H]1C)[C@ 712 Yes
Dimethylelaiophylin gg?(%ggﬁg(}@(;]é{cc%%g)%%%:@@H](O[C@H]zc[C@H](o>[C@@H]([C@@H]<oz)c>0)[C@
CC[C@H]1[C@H](O[C@H]2C[C@H](O)[C@@HI([C@@H](02)C)O)CIC@RI(CIC@@H]1C)O)[C@H

1538 | 11-0Methvielaiophyiin | C@@HIC@@HIIC@H]10C(=0)/C=CIC=CI[C@HI(C)C@HI(OC(=0)/C=CIC=CI[C@@HI!C)IC@ 13 y

cIYERoPIVIN | H[c@HI(C@@HIIC@@)1(OC)CIC@@HIOC@HIRCIC@H]0)IC@@HIC@@HI(02)C)0)C@ e

@H](C@H](01)C)CC)C)O)C)C)0)C

CC[C@H]1[C@H](C[C@H]2C[C@H](O)[C@@HI([C@@H](02)C)O)CIC@I(CIC@@H]1C)(O)[C@H

1539 | Efomvein G [C@@HI([C@@HI([C@H]10C(=0)/C=C/C=C/[C@H](C)[C@H](OC(=0)/C=C/C=C/[C@@H]1C)[C@ 4 y

omyel :}2Eg%:}Eg?c%@(;]c(:[)%)@c(;@é;(()?():CIC@@H](O[C@H]ZC[C@H](0)[0@@H]([C@@H](OZ)C)O)[C@@ e
CCC@H][C@H](O[C@H]2C[C@H](O)[C@@H]([C@@H](02)0)0)CIC@](C[C@@H]1C)(O)[C@HI(

a0 | 110 [C@@HI[C@@HI(C@H]10C(=0)/C=C/C=C/[C@H](C)[C@H](OC(=0)/C=CIC=C/[C@@H]!C)[C@ 15 Ves
Monomethylelaiophylin g}]g(}:(%gg]o(cg;1(;@0r;g[co)%;)@ogé()%%§[:0@@H](O[C@H]zc[C@H](O)[C@@H]([C@@H](oz)c>0)[o@
| CCC1C(0C2CC(0)C(C(02)C)0)CC(OCHC)(0)C@HIIC@@HIIC@@HI[C@H]T0C(=0)/C=C/C=C/

1541 | Efomycin A g:z%-;](()?C):[(%%-:])(g)%(é)oc))/g;(g:)/CCJ)BC;gC@@H]1C)[C@H]([C@H]([C@@H](C1(O)CC(OCZCC(OC)C(C( 716 Yes
CCC@H][C@H](O[C@H]2C[C@H](O)[C@@H]([C@@H](02)C)O)CIC@](C[C@@H]1C)(O)[C@HI(

1542 | Halichoblelide D [C@@HI[C@@HI(C@H]10C(=0)/C=C/C=C/[C@H](C)[C@H](OC(=0)/C=CIC=C/[C@@H]!C)[C@ 77 Yes
Hl([C@HI(C@@H](C@@]1(0)C[C@@H](OC)[C@@H](C@H](O1)C)CC)C)O)C)C)0)C
CC[C@H]1[C@H](C[C@HI2C[C@H](O)[C@@H]([C@@H](02)C)O)CIC@](CIC@@H]1C)(O)[C@H

1543 | Elaiophi [C@@H)(C@@H)(C10C(=0)C=CIC=C/C@HI(CIC(OC(=0)C=CIC=CIC@@HIIC)IC@HIIC@HIT | 4 y

alopyin C@@HI(C@@](0)CIC@@HIO[C@HI2CIC@H](0)[C@@HI(C@@HI(02)C)0)[C@@HI(C@HI(0 ®
1)C)CC)C)0)C)C)0)C
1544 | Albonoursin CC(/C=c/M\[nH]c(=0)/c(=Clc2cceec2)/[nH]c1=0)C 719 No
(32,6S)-3-Benzylidene-

1545 | 6-(2S-but-2- CCIC@@H]([C@@H]NC(=0)/C(=Clc2ccccc2)NC1=0)C 719 No
yl)piperazine-2,5-dione
(6R,32)-3-benzylidene-

1546 g;ﬁsfg?g;;zine_zﬁ_ CC(CIC@@H]1C(=0)NIC(=C\c2cceee2)/C(=0)N1C)C 719 No
dione
(3E,6E)-3-Benzylidene-

1547 ;Qﬁ;?g;‘;ﬁaene)pipe CC(IC=cH\c(=0)nH}/c(=Cle2ccccc2)/c(=0)n1C)C 719 No
razine-2,5-dione
(3Z,6E)-3-(4-
Hydroxybenzylidene)-1-

1548 | methyl-6-(2- CC(C=c1c(=0)[nH]c(=Cc2cccec2)c(=0)n1C)C 719 No
methylpropylidene)pipe
razine-2,5-dione

1549 | 1-N-Methylalbonoursin | CC(/C=c/1\c(=0)nH}lc(=C\c2cceec2)/e(=0)n1C)C 719 Yes
(3E,62)-6-Benzylidene-

1550 ;;Q:E;Tg:;)a(/ﬁ(-iene)pipe CC(/C=c\/[nH]c(=0)/e(=Cle2eeeec2)/n(c1=0)C)C 719 No
razine-2,5-dione
(3Z,6E)-1-N-Methyl-3-
benzylidene-6-(methyl-

1551 | 3- CC(C/C=c/1\c(=0)[nH]/c(=C\c2cceec2)/c(=0)n1C)0 720 Yes

hydroxypropylidene)pip
erazine-2,5-dione




Comp

Noa Name SMILES® Cluster No° | Repd
Tryptophan-
1552 | dehydrobutyrine C/C=C/1\NC(=0)C(N(C1=0)C)Cc1c[nH]c2c1ccec2 21 Yes
diketopiperazine
1553 Jadomycin hydroxy- Cc1cc(O)c2c(c1)[C@H](O)N(C1=C2C(=0)c2ccec(c2C1=0)0[C@H]1C[C@@H](O)[C@H]([C@@H]( 799 N
4AMBA 01)C)0)Ccicee(cc1)C(=0)0 °
1554 3a-0-Methyljadomycin | CO[C@@H]1N(Cc2ccc(cc2)C(=0)0)C2=C(c3c1cc(C)cc30)C(=0)c1c(C2=0)c(ccc1)O[C@H]1CIC@ 722 No
4AMBA @H](O)[C@HI([C@@H](01)C)0
1555 3a-O-Methyljadomycin | CO[C@@H]1N(Cc2ccec(c2)C(=0)0)C2=C(c3c1cc(C)cc30)C(=0)c1c(C2=0)c(ccc1)O[C@H]1CIC@ 799 No
3AMBA @H](O)[C@HI([C@@H](O01)C)0
1556 Jadomycin acetate- 0C(=0)C[C@@H]1N(Cc2ccee(c2)C(=0)0)C2=C(c3c1cc(C)cc30)C(=0)c1c(C2=0)c(cec1)O[C@H]1 79 No
3AMBA Cl[C@@H](O)[C@H](C@@H](01)C)O
1557 Jadomycin acetate- 0C(=0)C[C@@H]1N(Cc2ccc(cc2)C(=0)0)C2=C(c3c1cc(C)cc30)C(=0)c1c(C2=0)c(ccc1)O[C@H]1 79 No
4AMBA ClC@@H](O)[C@HI(C@@H](01)C)O
1558 Jadomycin pyruvate- Cc1cc(O)c2c(c1)[C@H](CC(=0)C(=0)O)N(C1=C2C(=0)c2ccec(c2C1=0)0[C@H]1C[C@@H](0)[C@ 799 N
4AMBA H]([C@@H](O1)C)0)Cc1cce(cc1)C(=0)0 °
1559 | Jadomycin DNV CCCIC@@H]1C(=0)OC2N1C1=C(C(=0)c3c(C1=0)c(ccc3)0C1CC(0)C(C(01)C)0)c1c2ec(cc10)C 722 No
D-Olivosyl-jadomycin- | Cc1cc(O)c2¢(c1)C10C(=0)[C@@H](N1C1=C2C(=0)c2cccc(c2C1=0)OC1CC(O)C(C(O1)C)O)CCc]
1560 His nHjnct 722 No
1561 | Jadomycin SPhG 2511 cc(0)c2c¢(c1)C10C(=0)[C@@H](N1C1=C2C(=0)c2ccec(c2C1=0)OC1CC(0)C(C(01)C)O)c1cce 799 No
1562 4-Keto-6-deoxy-D- CCC(CIC@H]1C(=0)OC2N1C1=C(C(=0)c3c(C1=0)c(ccc3)0OC10C(C)C(=0)C(C10)0)c1c2cec(cc10) 79 N
. . o
glucosyl-jadomycin A | C)C
. Cc1cc(0)c2c(c1)C10C(=0)[C@@H](N1C1=C2C(=0)c2¢(C1=0)c(ccc2)O[C@H]1C[C@H](O)[C@H](
1563 | Jadomycin TFAL C(01)C)0)CCCCNC(=0)C{F)(F)F 722 No
1564 | D-Olivosyl-jadomycin A 8CC(C[C@H]1C(=O)OCZN1C1=C(C(=O)c3c(C1=O)c(ccc3)OC1CC(O)C(C(O1)C)O)c1chc(cc10)C) 799 No
. CC(C[C@H]1C(=0)OC2N1C1=C(C(=0)c3c(C1=0)c(ccc3)O[C@H]1C[C@@H](O)[C@H]([C@@H](O
1565 | Jadomycin L 1)C)0)e1e2ce(cc10)C)C 722 No
6-Deoxy-D-glucosyl- CCC(CI[C@H]1C(=0)O0C2N1C1=C(C(=0)c3c(C1=0)c(ccc3)0C10C(C)C(C(C10)0)0)c1c2ec(cc10)C
1566 jadomycin A I 722 No
. CCIC@@H]([C@H]1C(=0)0[C@@H]2N1C1=C(C(=0)c3c(C1=0)c(ccc3)O[C@H]1C[C@@H](O)[C@
1567 | Jadomycin B H(C@@H](01)C)0)c1c2cc(cc10)C)C 722 No
1568 D-Olivosyl{jadomycin- | Cc1cc(O)c2c(c1)C10C(=0)[C@@H](N1C1=C2C(=0)c2¢(C1=0)c(ccc2)0C1CC(0)C(C(O1)C)0)CCe 799 N
o
Trp 1c[nH]c2c¢1ccec2
1569 D-Olivosyl-jadomycin- | CC(CC[C@H]1C(=0)OC2N1C1=C(C(=0)c3c(C1=0)c(ccc3)OC1CC(0)C(C(01)C)0)c1c2cec(cc10)C) 799 y
Leu C e
1570 | prOMOSYHRAOMYSIT | 66 6CIC@HIHC(=0)0C2NICI=CIC(=0)c3e(C1=0)c(cce3j0C1CCOIC(C(01)C)O)ec2ec(cetO)C | 722 No
1571 D-Olivosyl-jadomycin- | Cc1cc(O)c2c(c1)C10C(=0)[C@@H](N1C1=C2C(=0)c2ccec(c2C1=0)0C1CC(0)C(C(01)C)0)CCclc 799 N
Phe cccel °
D-Olivosyl-jadomycin- | Cc1cc(O)c2c(c1)C10C(=0)[C@@H](N1C1=C2C(=0)c2c(C1=0)c(ccc2)0C1CC(0)C(C(01)C)O)CCe
1572 |7, 1cce(ce1)0 722 No
. Cc1cc(O)c2c(c1)[C@@H]10C(=0)[C@@H](N1C1=C2C(=0)c2cccc(c2C1=0)O[C@H]1C[C@@H](O)
1573 | Jadomycin F [C@HI([C@@H](01)C)0)Ce cocect 722 No
1574 3;?"V°Sy"13d°myc'”' CC(CIC@HI1C(=0)0C2N1C1=C(C(=0)c3c(C1=0)c(cce3)0C1CC(0)C(C(01)C)0)etc2ee(cc1O)C)C | 722 No
1575 2,6-Dideoxy-L-erythro- | CCC(C[C@H]1C(=0)0C2N1C1=C(C(=0)c3c(C1=0)c(ccc3)0C1CC(O)C(=0)C(01)C)c1c2cc(cc10)C 799 N
. . o
4-hexulosyl-jadomycin | )C
1576 Jadomycin 3AMBA- Cc1cc(O)c2c(c1)c(=0)n(c1c2C(=0)c2ccec(c2C1=0)0[C@H]1C[C@@H](O)[C@H]([C@@H](01)C)O 799 N
Z o
lactam )Cc1ceec(c1)C(=0)0
1577 Jadomycin 4AMBA- Cc1cc(O)c2c(c1)c(=0)n(c1c2C(=0)c2ccec(c2C1=0)0[C@H]1C[C@@H](O)[C@H]([C@@H](01)C)O 799 N
Z o
lactam )Cc1cee(cc1)C(=0)0
1578 Jadomycin TFAL Cc1ce(0)c2c(c1)c(=0)n(c1c2C(=0)c2ccec(c2C1=0)0[C@H]1C[C@H](O)[C@H](C(O1)C)O)[C@H](C 799 No
lactam (=0)O)CCCCNC(=0)C(F)(F)F
1579 | Jadomycin A CCIC@@H]([C@H]1C(=0)0[C@@H]2N1C1=C(c3c2cc(C)ce30)C(=0)c2¢(C1=0)c(O)cce2)C 723 Yes
1580 | Jadomycin CCC([C@H]1C(=0)0[C@@H]2N1C1=C(c3c2cc(C)cc30)C(=0)c2¢(C1=0)c(O)cce2)C 723 No
1581 | Ellagic acid Oc1cc2c¢(=0)oc3c4c2c(c10)oc(=0)cdec(c30)0 724 Yes
1582 | Defucogilvocarcin V COc1cc(C=C)cc2ciciec(OC)c3c(c1oc2=0)cccc30 725 Yes
2-(2-Methyl-4-
15683 | oxochromen-5-yl)acetic | OC(=0)Cc1ccec2etc(=0)cc(02)C 726 Yes
acid
1584 | Phaeochromycin E CCCclcc(=0)c2c(01)cccc2CC(=0)0 726 No




Comp

Noa Name SMILES® Cluster No¢ | Repd
1585 | Phaeochromycin | O[C@@H](CC(=0)0)CC(=0)Cc1cccc2e1c(=0)cc(02)C 727 Yes
1586 | Phaeochromycin H CC(CC(=0)Cc1ccec2e1c(=0)cc(02)C)0 727 No
23 Valine CNIC(=NIC)INCCCIC=CICCCIC@@HI[C@@HI OC(=0)/C(=C\C=CC@HI(C)IC@@HIO)CIC@HI
1587 | demalonylazalomycin | O)[C@@HI(C)IC@HI(0)CCIC@HIC)C@@HIOICICRI2(OIC@@HICICRHICICRRHICIC@RI | 728 | Yes
F5a ester CIC@@H](IC(=CIC=C/[C@HJ1C)/C)0)0)0)OC(=0)C(C(CICN)ICIC@@HIO)[CR@H20)0)/C)C
23-(9-Mefhyl)decanoic | CNIC(=N\C)/NCCCIC=CICCCIC@@HI([C@@HIT0C(=0)/C(=C\C=C\[C@@HI(C)[C@@HIO)CIC@
1588 | &cid @H)(O)[C@H](C)[C@H](O)CC[C@H](C)[C@@H](O)CC@]2(C[C@@H](CIC@@H](CIC@H](CIC@ 729 Yes
demalonylazalomycin | @HI(CIC@HI(/C(=C/C=C/[C@H]1C)/C)0)0)0)0C(=0)CCCCCCCC(C)CICIC@@HI(0)C@@HI20)
F4a ester 0)/IC)C
. 0C1CC(0)CC(OC(=0)CC(=0)0)CC2CC(0)C(C(02)(0)CC(0)C(CICCCIO)C(CIC(O)CC(CIC=CIC=
1989 | Kanchenamyein © | 6/(=0)0C(ClIC=CIC=CUC(CHIO)CICIC(CCTIC=CICCCNCIENNICICI0)0 B0 ] Yes
zg{éG'Methy')hep‘a”mc CIN=C(INCCC/C=CICCCIC@@HI(C@@H]10C(=0)/C(=C\C=C\C@@H](C)IC@@HIO)CIC@@H](
1590 demalonylazalomycin O)[C@HI(C)C@H](O)CCIC@H](C)C@@H](O)CIC@2(O[C@@H](CIC@@H](C[C@H](CIC@@HI( 731 Yes
domalony CIC@HI(IC(=CIC=CIC@H1C)IC)0)0)0)0C(=0)CCCCC(C)CICIC@@HI(O)C@@HI20)0)/C)CHN
. CC{CC(CTOC(=0)IC=CIC(C)C(O)CC(O)C(CICO)CCT(CIC0)CC2(0C(CC(CC(CT(C(CUC=CICAT)
1991 | Neocopiamycin A | 6)C)0)0)0C(=0)CC(=0)0)CC(0)C20)0)C)CCCIC=CICCEN=CNIN T2 | Yes
CN=C(NCCCIC=CICCCIC@@HI(C@@HIT0C(=0)IC(=CIC=CIC@HIC)C@@HIO)CIC@HIO)IC
1502 | Azalomycin Fda @@HI(C)[C@HI(0)CCIC@HIC)IC@@HI0)CIC@IOIC@@HICIC@HICIC@@HICIC@HI(CIC 733 | Yes
@@HI(/C(=CIC=C/[C@H]1C)/C)0)0)0)0C(=0)CC(=0)0)CIC@@HI(O)C@R@H]20)0)/C)ION
1593 | St B CNIC(=NIC)NCCC/C=CICCCC(CT0C(=0)IC=CIC=CIC(CIC(0)CCOJC(CICOICCCICICO)CCA0C | 75y | v
urimyein (CC(CC(CC(C(C(IC(=C/C=CIC1C)/C)0)C)0)0)OC(=0)CC(=0)0)CC(0)C20)0)C es
. 0C1CC(0)CC(OC(=0)CC(=0)0)CC2CC(0)C(C(02)(0)CC{O)C(CICCC(O)C(CIC(O)CC(CIC=CIc
1594 | Azalomycin F C(/C(=0)0C(C(/C=CIC=C(IC(C1)0)\C)C)C(CCCIC=CICCCN=C(N)N)C)\C)C)0)O 735 Yes
. 0C1CC(0)CC(OC(=0)CC(=0)0)CC2CC(0)C(C(02)(0)CC(O)C(CICCC(O)C(CIC(O)CC(CC=CIC=
1595 | Azalomydin RS-22A | &0 -5)00(C(1C=CIC=C(/C(CT)O)\C)C)C(CCTIC=CICCCN=CN)N)C)C)0)O 736 Yes
. 0C1CC(0)CC(OC(=0)CC(=0)0)CC2CC(0)C(C(02)(0)CC(0)C(CICCC(O)C(CIC(0)CC(CC=CIC=
1596 | Kanchanamycin A | oo - 5)00(C(1C=C/C=C(/C(C1)O)\C)C)C(CCTIC=CICCCNC(=0)N)C)C)0)O 737 Yes
597 | RezaC CNIC(=NIC)NCCCIC=CICCCC(C10C(=0)[C=CIC=CIC(CIC(OICCIO)C(CICOICCCCICOICC20C | 1as | v
s (CC(CC(CC(CC(IC(=CIC=CIC1C)IC)0)0)0)OC(=0)CC(=0)0)CC(O)C20)0)C es
. CIN=C(INCCCIC=CICCCC(C10C(=0)IC(=CIC=CIC(C)C(0)CC(0)C(C)C(0)CCT(CIC(0)CC2(0C(CC
1598 | Azalomycin F4 (CC(CC(CC(IC(=C\C=C\C1C)/C)0)0)0C(=0)CC(=0)0)0)CC(0)C20)0)/C)C)N 739 Yes
9 | Ro225 CIN=C{INCCCIC=CICCOC(CT0C(=0)/C=CIC=CIC(CIC(O)CC(OC(CIC(O)CCCCICIOICC20CCEl | 709 | v
- | CC(CC(CCIC(=CIC=CICTC)C)0)0)0J0C(=0)CC(=0)0)CC(0)C20)0)CIN e
23{-Methyllreptandle | 6(coCC(=0)0C@@HIICIC@@HIO)CICHIO)CICREHIO)C=CIC=CICREHICICa@H]
1600 300 o | (OCEO)C(=CIC=CIC@HIIC@HICIC@HIICR@HIICR@HIICCIC@@HI(CEHICICRI201Ce 741 Yes
Fam ooy CAOMYER | @H)(C1)CIC@@HIO)IC@@HI20)0)0)C)0)C)0)0)CHC)[C@HI(CCCIC=CICCCNC(=NIN)C)/C)C
O[C@@H]1CIC@@H](0)CIC@H](OC(=0)CC(=0)0)C[C@H]2C[C@@H](O)[C@@H)(C@@](02)(0
1601 | UNI-ZUDBONKSIC | )CIC@HI(0)IC@@HI(C)CCIC@@HIO)IC@HIC)IC@@HIO)CICR@HIC@HIIC=CIC=C(C(=0)0 | 742 | Yes
[C@H](C@@H]IC=CIC=C([C@H](C1)0)\C)C)[C@HJ(CCCIC=CICCCN=C(N)N)C)\C)C)0)O
. COC120C(CC(CC(0)CC(0)CC(0)/C(=CIC=CIC(CIC(OC(=0)/C=C\C=CIC(C(CC(C(C(CCC(C(CT)0)
1602 | Kanchanamycin D | 5)01010)C)C(CCCIC=CICCCNC(=O)N)C)IC)OC(=0)CC(=0)0)CC(C20)0 743 Yes
23-10- CNIC(=N\C)NCCC/C=CICCCIC@@HI[C@@H OC(=0)/C(=C\C=C\C@@HICIC@@HI0)CIC@
1603 | Methylundecanoic acid | @HI(0)IC@HIICIC@HIO)CCIC@HICCREHIOICICRI0CREHICICREHICICRHICICR | 1,y | v
demalony lazalomycin | @HI(CIC@HI(IC(=C/C=C/[C@H]1C)/C)0)0)0)0C(=0)CCCCCCCCC(CIC)CIC@@HIO)C@@HI20 e
F4a ester )0)/C)C
23-(6-Mefhy)heptanoic | CNIC(=NIC)/NCCCIC=CICCCIC@@HIC@@HIT0C(=0)/C(=C\C=C\IC@@HIC)C@@HIO)CIC@
SO @H(0)C@HI(CIC@HI(O)COC@HICICO@HIOICIC@I(0C@EHICCREHICICRHICICR | 745 | veq
demalonylazalomycin | @HI(CIC@HI(/C(=C/C=C/[C@H]1C)/C)0)0)0)0C(=0)CCCCC(CICICIC@@HIO)C@@HI20)0)/C)
F5a ester C
— CIN=C{INCCCIC=CICCCC(CC(CT0C(=0)IC=CIC(C)C(0)CC(O)C(CICO)CCT(CIC0)CC2(0C(CC
1605 | Copiamycin CC(CC(C(CIC=C\C1C)0)C)0)0)OC(=0)CC(=0)0)CC(0)C20)0)C)C)N 746 Yes
CNC(=NCJNCCCIC=CICCCIC@@HI[C@@HIT0C(=0)IC(=CIC=CIC@HIC)C@@HIO)CIC@HIO
1606 | UNI-H7Q3DUMING | JIC@@HI(C)IC@HIO)CCIC@HIC)IC@@HIO)CIC@I20C@@HICICRHICIC@@HICICRHIC | 747 | Yes
C@@H](IC(=CIC=CI[C@H]1C)/C)0)0)0)0C(=0)CC(=0)0)CIC@@H]()[C@@H20)0)/C)C
CIN=C(INCCCCCIC=C(ICC(C10C(=0)C(C)C(0)/C(=C\CC(0)C(C)C(O)CC(O)C(C)CO)CCT(CIC(0)
1607 | MalolactomycinC | CC2(OC(CC(CC(CC(CC(C(CIC=CIC=C\C1C)0)C)0)0)0)OC(=0)CC(=0)0)CC(O)C20)0)CIC)C) | 748 | Yes
N
CIN=C(INCCCIC=CICCCIC@@HIICIC@@HI(CTOC(=0)C(C)C(0)/C=CIC(C)C(O)CCO)C(CIC(O)C
1608 | Niphimycin CC(C)C(0)CC2(0C(CC(CC(CC(C(C(IC=CIC=CICIC)0)C)0)0)0C(=0)CC(=0)0)CC(O)C20)0)C)ICN | 749 | Yes
N
1609 | 17-0Methyiiphimyci | CN-CINCCCIC=CICCCIC@EHICIC@@HI(C@HTTOCEOIC@HICICRMIOICCICEHICICE | 759 | ves

HI(O)CIC@H](O)[C@H](C)[C@R@HI(O)CCIC@H](C)[C@HI(O)CIC@@I2(O[C@H](CIC@H](CICR@




Comp

Noa Name SMILES® Cluster No® | Rep
E]é)())g)(:@)(l:l)]((:[)(’)\l@@H]([C@@H](/C=C/C=C/[C@@H]1C)O)C)O)O)OC(=O)CC(=O)O)C[C@H](O)[C@H
510|190 CN=C(NCCC/C=CICOCC(CCCI0CO)C(CICO)CCUICICOICICICIO)CICICIO)CCC0)CC2(0C | ¢ »
Malonylniphimycin | (CC(CC(CC(C(C(/C=C\C=C\C1C)0)C)0)0)0C(=0)CC(=0)0)CC(OC(=0)CC(=0)0)C20)0)C)CON es
o CN=C(NCCCCC/C=C(ICC(CT0C(=0)C(C)C(0)/C=CIC(C)C(O)CC(0)C(C)C(O)CCT(C)C(0)CC2(0CH
1611 | Guanidylfungin A CC(CC(CC(C(C(/C(=C/CCTIC)IC)0)C)0)0)0C(=0)CC(=0)0)CC(0)C20)0)C)\CIN 752 ves
CN=C(NCCC/C=C/CCCIC@@HICIC@@HIC@H]10C(=0)C@HI(C)C@HI(0)C=CIC@HIC)C@
1612 | Niphimycin C HI(O)C[C@H](O)[C@HI(C)IC@@H](O)CCIC@H](C)[C@H](O)CIC@@]2(C[C@H](CIC@H](CIC@@ 753 Yes
Hl(CIC@H]([C@@H]([C@@H](/C=C/C=C/[C@@H]1C)0)C)0)OC(=0)CC(=0)0)0)C[C@H](O)[C@H
J20)0)C)ON
CN=C(NCCCIC=CICCCIC@@HICIC@@HIC@HTTOC(=0)IC@HIC)IC@HI(0)C=CIC@HIC)C@
1613 | Niohimvcin D H(O)C[C@H](O)[C@H](C)IC@@H](O)CCIC@H](C)[C@H](O)C[C@@]2(C[C@H](C[C@H](C[C@@ 754 Yes
phimy Hl(C[C@H]([C@@H]([C@@H](/C=C/C=C/[C@@H]1C)0)C)0)OC(=0)CC(=0)0)0)CIC@H](OC(=0)
CC(=0)0)[C@H]20)0)C)C)N
CN=C(NCCCIC=C/CCCIC@@HICIC@@HIC@HTTOC(=0)C@HIC)IC@HI0)C=CIC@HICIC@
1614 | Niphimycin E H](O)C[C@H](O)[C@H](C)IC@@H](0)CC[C@H](C)[C@H](OC(=0)CC(=0)0)CIC@@]2(O[C@H](C[ 755 Yes
C@HI(C[C@@H](CIC@H]([C@@H](C@@H](/C=C/C=C/[C@@H]1C)0)C)0)0)0C(=0)CC(=0)0)C]
C@H](O)[C@H]20)0)CIC)N
.. 0C(=0)CC(=0)0C1C=CIC(C)C(0)CC(0)C(C)C(O)CCC(CIC(0)CC2(0)0C(CC(CC(CCICICC(=CIC
1615 | Guanidyliungin B | 56(c(0G(=0)C1C)C(CIC(=CICCCOCN=C(NIN)IC)C)C)IC)0)C)0)0)0)CC(C20)0 %6 | Yes
1615 | Methyl guanidyftungin | CN=C(NCCCCC/C=C{ICCICTOC(=0)C(CIC(0)C=CIC(C)C(O)CC(O)CICICIOICCTICICIOICC20C | 4 »
A CC(CC(CC(C(CIC(=CICCCIC)IC)0)C)0)0)0C(=0)CC(=0)0)CC(0)C20)0C)C)C)N es
. 0C1CC(OC(=0)CC(=0)0)CC2CC(0)C(C(02)(0)CC(0)CIC)CCC(O)C(CIC(0)CC(O)C(CICO)CIC=C
1617 | Malolactomyein D | 16(C(G(=0)0C(C(IC=CIC=CIC(C(C(CC(C)0)0)CI0)CIC(CIC(=CICOCCON=CNINC)CIC)0)C)0 | ™0 | Yes
CNIC(=NIC)INCCCCC/C=C{/CC(C10C(=0)C(C)C(0)/C(=C\CC{O)C(C)C(0)CC(0)C(C)C(0)CCT(C)
1618 | Malolactomycin A C(0)CC2(0C(CC(CC(CC(CC(C(CIC=CIC=CICIC)0)C)0)0)0)0C(=0)CC(=0)0)CC(0)C20)0)C)IC | 759 Yes
)C
. CIN=C(INCCCIC=CICCCC(CC(CTOC(=0)C(CIC(0)IC=CIC(CIC(0)CC(O)C(CIC(0)CCC(CIC(0)CC2
1619 | Amycin B (OC(CC(CC(CC(C(C(IC=CIC=C\C1C)0)C)0)0)0)CC(0)C20)0)CICIN 760 Yes
620 | i CIN=CNCCCIC=CICCOC(CC{CTOC(=0)CIC)CIO)IC=CIC(C)C(O)CCIOCCICIOICCOCIC0ICE2 | ¢4 y
ficin (OC(CC(CC(CC(C(C(IC=CIC=C\C1C)0)C)0)0)0C(=0)CC(=0)0)CC(O)C20)0)C)C)N es
1621 | Indolactam V OC[C@H]1NC(=0O)[C@H](C(C)C)N(c2c3c(C1)c[nH]c3ccc2)C 762 Yes
1622 | Lyngbyatoxin OCCNC(=0)C(C(C)CIN(c2e3¢(C)clnH]c3c(cc2)C(CCC=C(C)C)(C=C)C)C 763 No
1623 | Pendolmycin OCIC@HIINC(=0)[C@HI(C(C)CIN(c2¢3c(C1)clnHIc3e(cc2)C(C=C)(C)CIC 763 No
1624 | Teleocidin OCIC@H]1NC(=0)[C@HI(C(C)CIN(c2c3¢(C)elnHIc3e(cc2)[C@I(CCC=C(C)C)(C=C)C)C 763 Yes
1625 | Cytoblastin OCC(C(c1c[nH]c2c1ceec2)ctceec2e3c1[nH]ec3CC(COINC(=0)C(N2C)C(C)C)O 763 No
1626 | UNII-T7972EPW8P COc1c2cceece2n2¢1ctn(C)e3c(c1[C@@]1([C@@]2(0)C(=0)N(C1=0)C)O)cc(cc3)Cl 764 No
1627 | CHEBI:84366 COc1c2cccee2n2¢ict[nH]e3c(c1[C@@]1([C@@]2(0)C(=O)N(C1=0)C)O)cc(cc3)Cl 764 Yes
1628 | CHEBI:84367 COctc2ee(Cljcce2n2etclnHic3e(c1[C@@H (C@@I2(0)C(=0N(C1=0)C)O)cc(cc3)Cl 764 No
1629 | CHEBI:84368 coctc2eecce2n2etclinHic3e(c1[C@@N (C@@I2(0)C(=0)N(C1=0)C)O)ccee3 764 No
1630 | CHEBI:84370 COctc2ce(Cl)cce2n2etclinHic3e(c1C(=0)[C@@I2(0)C(=ONC)ec(ce3)Cl 764 No
1631 | CHEBI:84369 COctc2eecee2n2et e nHIc3e(c1C(=0)[C@R@I2(0)C(=0NC)cc(ee3)Cl 764 No
7-Chloro-11-hydroxy-
20-methoxy-N-methyl-
12-0x0-3,13-
diazapentacyclo[11.7.0.
1632 | 02,10.04,9.01419ficos | COcTc2eecee2n2¢ e [nHIe3e(c1C(C2=0)(0)C(=0)NC)ec(ce3)Cl 764 No
a_
1(20),2(10).4(9)5,7,14,
16,18-octaene-11-
carboxamide
1633 | CHEBI:65639 COctc2cee(Cl)cce2n2etclnHic3e(c1[C@@](C2=0)(0)C(=0NC)ec(ce3)Cl 764 No
7,17-Dichloro-11-
hydroxy-20-methoxy-N-
methyl-12-0x0-3,13-
1634 | diazapentacyclo[11.7.0. | COc1c2cc(Cl)cce2n2c1c1[nH]e3c(c1C(C2=0)(0)C(=0)NC)cc(cc3)Cl 764 No

02,10.04,9.014,19]icos
a_
1(20),2(10),4(9),5,7,14(




Comp

Noa Name SMILES® Cluster No® | Rep
19),15,17-octaene-11-
carboxamide
1635 | Rebeccamycin CO[C@@_H]1 [C@@H](CO)O[C@HI([C@@H]([C@H]10)0)n1c2¢(Cl)ccecc2e2c1ci[nH]c3c(c1clc2e(= 765 Yes
0)[nH]c1=0)ccec3Cl
4'N-Formyl-7- 0=CN[C@@H]1C[C@@H](O[C@H]I([C@@H]10)C)n1c2c3[nH]cdc(c3c3c(c2¢c2¢1cccc2)c(=0)[nH]c3
1636 . - 766 No
oxoholyrin A =0)ccccd
1637 | 7-Oxoholyrin A 24[C@@H]1 [C@H](N)C[C@@H](O[C@H]1C)n1c2c3[nH]cdc(c3c3c(c2c2¢1ceec2)c(=0)[nH]e3=0)cce 766 No
1638 | 7-Oxostaurosporine CN[C@H]1CC20[C@@]([C@@H]10C)(C)n1c3cceeec3edcicin2e2eccec2¢c1c1c3c(=0)[nH]e1=0 766 No
1639 | 7-Oxo0-K252d g)z[%%lc-lc]liC@H](C)O[C@H]([C@@H]([C@@H]1O)O)n102c3[nH]c4c(c3c3c(c2c201ccch)c(=O)[nH]c 766 No
1640 | 7-Oxo-MLR-52 [?13551@4()@'-”1 [C@@H](O)[C@@H](0)[C@H]20[C@]1(C)n1c3cccee3c3ctcin2c2eccec2e1ctc3c(=0) 766 No
1641 | 3'Demethyl-RK-1409 CO[C@@H[C@H](N)C[C@H]20[C@]1(C)n1c3cccec3c3cicin2c2ecccc2¢c1c1e3c(=0)[nH]c1=0 766 No
1642 | RK-1409 Sg[C@HM ClC@@H]20[C@@]([C@@H]10C)(C)n1c3ccece3c3cicin2ec2ecccc2c1ctc3c(=0)[nH]c1 766 No
1643 | 7-Ox0-K252b 0=c1[nH]c(=0)c2c1c1c3cccce3n3cicic2c2eceecc2n1[C@@H]10[C@@)3(C)[C@](C1)(O)C(=0)0 766 No
4'-Demethylamino-4'- _ _
1644 oxostaurosporine CO[C@@H]1C(=0)C[C@H]20[C@]1(C)n1c3ccece3c3cictn2ec2ececc2c1c1c3CNC1=0 766 No
1645 | Tan 1030A O/N=C\1/CC20C(C10C)(C)n1c3cceece3edctctn2c2cccec2c1c1c3CNC1=0 766 No
1646 | CHEMBL94678 COC(=0)[C@]1(0)C[C@H]20[C@]1(C)n1c3ccecc3c3cicin2c2eccec2c1c1c3CNC1=0 766 No
1647 | K252a-Me COC(=0)[C@@]1(OC)C[C@H]20[C@]1(C)n1c3cceee3c3cicin2c2eccec2c1c1c3CNC1=0 766 No
1648 | K252a COC(=0)C1(0)C[C@H]20[C@]1(C)n1c3cceee3e3cicin2c2eccec2¢c1c1c3CNC1=0 766 No
1649 | Antibiotic K 252a COC(=0)C1(0)CC20[C@]1(C)n1c3cceee3c3cictn2c2ecccc2c1c1c3CNC1=0 766 No
1650 | Streptocarbazole B COC1=C(C)O[C@@H]2C[C@@]1(OC)n1c3cceeec3e3cicin2c2eccec2c1c1c3CNC1=0 766 No
1651 | Steptocarbazole A 0CC1=C(0C)C2(CC(O1)n1c3cceecde3cicin2c2eccec2c1c1c3C(=0)NC1)0C 766 No
1652 | CID 72501072 COC1=C(C)0C2CC1(0C)n1c3ccece3c3cicin2c2eceec2¢c1c1c3CNC1=0 766 No
1653 | Staurosporine M2 g?ﬁBO)cmccm[C@@HﬂC[C@H]ZO[C@]([C@@H]1O)(C)n1chcccc3c3c1c1 n2c2ccccc2c1c1c3CN 766 No
1654 | Holyrine A O[C@@H]1[C@H](N)C[C@@H](O[C@H]1C)n1c2¢(c3c1ccce3)c1C(=0)NCe1cc2[nH]c2¢1 ceec? 766 No
1655 | Holyrine B 0=C1NCc2c1c1c(c3c2c2cccec2[nH]3)n(c2¢c1ceec2)[C@H]1C[C@@H](N)[C@H](C(O1)(C)0)0 766 No
1656 | 3N-Formylholyrine A (C:)C=ZCN[C@@H]1C[C@@H](O[C@H]([C@@H]1O)C)n1c20(cSc1cccc3)c1C(=O)NCc1c102[nH]c2c1cc 766 No
1657 | 3-N-Acetylholyrine A S;SO)N[C@@HHC[C@@H](O[C@H]([C@@H]10)C)n1c2c(c3c1cccc3)c1C(=O)NCc1c1cZ[nH]ch1 766 No
1658 | RK-1409B CO[C@H]1[C@@H](0)CC20[C@@]1(C)n1c3cceec3e3ecin2c2eccec2c1c1c3C(=0)NC1 766 No
3'-O-Demethyl-4'-N-
1659 | demethyl-4'-N-acetyl-4'- | CC(=0)N[C@H]1CC20[C@]([C@@H]10)(C)n1c3ccecece3c3cicin2¢c2ececc2¢1c1c3CNC1=0 766 No
epi-staurosporine
1660 | K252d O[C@H]1[C@H](C)OC([C@@H]([C@@H]10)0)n1c2c(c3c1ccee3)c1C(=0)NCe1ctc2[nH]c2¢1ceec2 766 No
1661 | Fradcarbazole C N#CN([C@@H]1C[C@H]20[C@]([C@@H]10C)(C)n1c3ccece3dc3dccin2¢c2ececc2c1c1c3CNC1=0)C 766 No
4'-N-Acetyl- CO[C@@H]1[C@@H](CIC@H]20[C@]1(C)n1c3ccecc3c3ccin2e2ceecc2c1c1c3CNC1=0)N(C(=0)
1662 . 766 No
staurosporine C)C
7- -
1663 Hydroxystaurosporine CN[C@H]1CC20[C@@]([C@@H]10C)(C)n1c3cceec3c3cicin2c2eccec2ectc3[C@@H](NC1=0)0 766 No
1664 | Staurosporine M1 CC(=O)N[C@@H]1C[C@H]20[C@]([C@@H]10)(C)n1c3cccee3c3cicin2ec2eccec2c1c1c3CNC1=0 766 No
1665 gfg;i';:gi}i‘r’]"f\sy" 0=CINCc2¢1¢lc3ccceedn3cctc2c2eeeee2nt[C@ (O[C@@HI3CIC@HIIC@HI10)0)C 766 No
1666 | MLR-52 Sg[C@@HH[C@@H](O)[C@@H](O)[C@H]ZO[C@]1(C)n1cSccccc303c1c1n20200000201c1cBCNC1 766 No
1667 | Staurosporine CN[C@@H]1C[C@H]20[C@]([C@@H]10C)(C)n1c3cccccdcdcicin2c2ccccc2c1c1c3CNC1=0 766 No
N-[(2R,4R5R,6S)-5-
1668 Methoxy-6-methyl-18- | CCC(=O)N([C@@H]1C[C@H]20[C@]([C@@H]10C)(C)n1c3cccec3c3cicin2c2ccccc2c1c1c3CNC 766 No

oxo-29-oxa-1,7,17-
triazaoctacyclo[12.12.2.

=0)C




Comp

Noa Name SMILES® Cluster No¢ | Repd
12,6.07,28.08‘13.015’19.020‘
2 0", %]nonacosa-
8,10,12,14(28),15(19),2
0(27),21(26),22,24-
nonaen-4-yl]-N-
methylpropanamide
1669 | 3-N\-Demethyl-4 0=C1INCe2e1c1c3cccce3n3elcc2c2cceec2nt C@J (O[C@@HICIC@HIIC@HITON)C 766 No
hydroxystaurosporine
1670 | UCN 02 CN[C@H]1CC20[C@@](IC@@H]10C)(C)n1c3cccecede3cictn2e2cccec2c1c1c3[C@H)(NC1=0)0 766 No
1-[(2R,4R,5R,6S)-5-
Methoxy-6-methyl-18-
0x0-29-oxa-1,7,17-
triazaoctacyclo[12.12.2.
1671 12,8,07,28,08,2,0'5,".0%, | CO[C@@H]1[C@@H](C[C@H]20[C@]1(C)n1c3cceee3c3ctcin2c2eccec2e1c1c3CNC1=0)N(C(=0) 766 N
o
7 02" 26Inonacosa- N)C
8,10,12,14(28),15(19),2
0(27),21(26),22,24-
nonaen-4-ylJ-1-
methylurea
(2S,3R,4R,6R)-4-
[Hydroxy(methyl)amino]
-3-methoxy-2-methyl-
29-oxa-1 117
1672 | Rza0seyadliZ 122 | Colc@@HIIC@@HICIC@HIROIC@IIC 1 ceccocdcdctctnge2eecec2eA1cINC1=OIN(O)C 7 | No
2 0*" 26lnonacosa-
8(13),9,11,14(28),15(19
),20(27),21,23,25-
nonaen-16-one
1673 | C07349 CN[C@@H]1CC20[C@](IC@@H]10)(C)n1c3ccece3c3cicin2e2cccec2c1c1c3CNC1=0 766 No
1674 | Fradcarbazole B ﬁ;)C[C@@HM[C@@H](C[C@H]2O[C@]1(C)n1c3ccccc$c3c1c1n202ccccc2c1c1cSCNC1=O)N(C(=S) 766 No
1675 | RK-286C COC1C(0)CC20C1(C)n1c3cceeec3c3cicin2ec2ececc2c1c1c3CNC1=0 766 Yes
d CIC@E@H]ICIC@HI(C)CIC@HIIC)IC@HI0)C(=CIC=CICIC@@HIIOC(=O)CIC@HIIC@@HIICTIC)
1676 | Borrelidin N 0)C1CCCIC@@H]1C(=0)N)/CNC(=0)C 767 Yes
- C[C@H]1C[C@@H](C)C[C@H](C)[C@H](0)/C(=C\C=C\C[C@H](OC(=0)C[C@@H]([C@H](C1)C)0)
1677 | Borrelidin | [C@@H]1CCCIC@H]1C(=0)0)ICNC(=0)C 767 No
- N#C/C/1=C/C=C/C[C@@H](OC(=0)C[C@H]([C@@H](C[C@@](C[C@@H](C[C@@H](C@@H]10)
1678 | Borrelidin O C)C)(C)0)C)0)CICCCIC@@HIC(=0)0 768 No
- N#C/C/1=C/C=C/C[C@H](OC(=0)C[C@@H]([C@H](C[C@H]([C@@H]([C@H](C[C@@H]([C@H]10
1679 | Borrelidin E 1C)C)0)C)C)0)IC@@H]1CCCIC@H]1C(=0)0 768 No
- N#CC1=CC=CC[C@H](OC(=0)C[C@@H]([C@H](C[C@H](CC(C[C@@H]([C@H]10)C)(C)0)C)C)0)
1680 | Borrelidin K [C@@H]1CCCIC@H]IC(=0)0 768 Yes
o OC[C@@H]1C[C@H](C)CIC@H](C)[C@@H](0)CC(=0)0[C@@H](CC=CC=C([C@@HI([C@H](C1)
1681 | Borrelidin J C)O)CEN)C@@H]1 CCCIC@H]1C(=0)0 768 No
- N#C/C/1=C/C=C/C[C@@H](OC(=0)C[C@H]([C@@H](C[C@@H](C[C@@H](C[C@@H](C@H]10)
1682 | Borrelidin M C)C)C)C)O)CACCCICR@H]IC(=ON 769 No
- N#C/C/1=C/C=C/C[C@@H](OC(=O)C[C@H]([C@@H](C[C@@H](C[C@@H](C[C@@H]([C@@H]1
1683 | Borrelidin A 0)C)C)C)C)0)C1CCCICR@H]IC(=0)0 769 No
- N#C/C/1=C/C=C/C[C@H](OC(=0)C[C@@H]([C@H](C[C@H](C[C@H](C[C@@H]([C@@H]10)C)C)
1684 | Borrelidin F C)C)0)[C@@H]1CCCIC@H]IC(=0)0 769 Yes
- N#C/C/1=C/C=C/C[C@H](OC(=0)C[C@@H]([C@H](C[C@H](C[C@H](C[C@@H]([C@H]10)C)C)C)
1685 | Borrelidin C)0)C@@H]1CCCIC@H]IC(=0)0 769 No
- N#C/C/1=C/C=C/C[C@@H](OC(=O)C[C@H]([C@@H](C[C@@H](C[C@@H](C[C@@H]([C@@H]1
1686 | Borrelidin CR1 0)CICICICI0)CICCCICR@H]IC(=0)N 769 No
1687 | BC194 N#C/C/1=C/C=C/C[C@H](OC(=0)C[C@@H]([C@H](C[C@H](C[C@H](C[C@@H]([C@H]10)C)C)C) 769 No
C)0)IC@@H]1CCIC@H]1C(=0)0
(C-
1688 | Borrelidin H [#[N+]/C/1=C/C=C/C[C@H](OC(=0O)C[C@@H]([C@H](C[C@H](C[C@H](C[C@@H]([C@@H]10)C)C 769 No
)C)C)0)[C@@H]1CCCIC@H]1C(=0)0
1689 | SF 2415A2 CC1=C(C2=C(C(=[N+]=[N-])C1=0)C(=0)C3(C(C2=0)(03)CC=C(C)C)C/C=C(\C)/ICCC=C(C)C)O 770 Yes
1690 | Zincphyrin IV 0C(=0)CCC1=C(C)C2=NC1=Cc1[nH]c(c(c1C)CCC(=0)0)C=c1[nH]c(=CC3=NC(=C2)C(=C3CCC(=0 771 No

JO)C)e(c1CCC(=0)0)C




Comp

Noa Name SMILES® Cluster No® | Rep
1691 | Zinc corproporphyrin I oc)( )O)((c:fccéc?(g))g)zch[ﬂ 2(]301[nH]c( (C1C)CCC(=0)0)C=c1[nHIo(=CC3=NC(=C2)C(=C3C)CCC| = \o
1692 | Coporphyrin )(oi)(gfgéc?(g))g)z =NC1=Cc1[nHJc(c(c1C)CCC(=0)0)C=c1nH]c(=CC3=NC(=C2)C(=C3C)CCC( - Ves
163 | Goproporphyrin | )C)C(:C(c((i)g)(i)(;;c(;(c;géc'?/(g;oCm[nH]C( (¢1C)CCC(=0)0)C=c\[HJo(=CIC3=NIC(=CR)IC=C3C |, No
1694 | CHEMBL482339 COc1cc2c(cc10CCCCHCc1cecce1CHCe1cccec)N=C[C@H]1N(C2=0)CCC1 772 Yes
. O[C@HJ1CCIC@H](C)[C@@H|(OC(=0)/C=CIC=CIC=CIC=CIC=C/C=CICIC@H](CIC@@HICC@@
1095 | Bahamaolde A HICIC@@HICIC@HICICR@HICIC@HICIC@HIC110)0)0)0j0j0j0)0)C(CC e
1696 | Butyrolactol B CC(CCIC=CIC=CICCIC=CIC=CICC(C(C(C(C(C(C10C(=0)C(C10)0)0)0)0)0)0)C)C 774 Yes
1697 | Butyrolactol A CC(C(C(C(C(C(C10C(=0)C(C10)0)0)0)0)0)0)CIC=CIC=CICCIC=C\C=C\CCC(C)(C)C 774 No
1698 | Takanawaene C CCCC10C(=0)C(C)C(0)CC(0)CCCC(0)CC(0)CC(C(C(IC=CIC=CIC=CIC=CIC=C/C1C)0)C)0 775 Yes
1699 | Takanawaene B CCC10C(=0)C(C)C(0)CC(0)CCCC(0)CC(0)CC(C(C(/C=CIC=CIC=CIC=CIC=CIC1C)0)C)O 775 No
CCCCCIC@MI[C@@HITIC@@HI0)CIC@@HIOICIC@@HIOICICR@HIOICIC@@HIO)CICE
1700 | 15-Glycidylfilipin Il | @H](O)[C@HI(O)[C@H)(OCIC@@H](CO)0)/C(=CIC=CIC=CIC=C/C=C/[C@@H]([C@H](OC1=0)C) 776 Yes
0)C)0
— CCCCCIC@HICTC@@HIOICIC@@HIOICIC@@HII0ICIC@@HIOICIC@@HIOICIC@@HIO)
1701 | Fungichrormin C@@H](0)[C@HI(0)C(=CIC=CIC=CIC=CIC=CIIC@@H)(C@HI(OC1=0)C)0)/C)0 | Yes
1702 | Fungichromin B 8%;8;38%01C(O)CC(O)CC(O)CC(O)CC(O)CC(O)C(O)C(O)/C(=C/C=C/C=C/C=C/C=C/C(C(OC1= 777 No
1703 | Takanawaene A 0C1CCCC(0)CC(0)C(C)C(=0)0C(C)C(C)IC=CIC=CIC=C/C=CIC=CIC(CC(CC(C1)0)0)0 778 Yes
1704 | 16alpha,17alpha- CCCCCIC@HI([C@@H]1[C@@H](0)CIC@@H](0)CIC@@H](O)CIC@@H](O)CIC@@H](O)CIC@ 779 Yes
epoxyfilipin V HJ(0)CIC@@H](0)[C@J2(C@H](/C=C/C=C/C=CIC=C/[C@@H]([C@H](0C1=0)C)0)02)C)0
1705 16beta,17beta- CCCCCIC@H]([C@@H]1[C@@H](O)C[C@@H](O)C[C@@H](O)C[C@@H](0)C[C@@H](O)CIC@ 779 N
epoxyfilipin V @H|(0)CIC@H](0)[CR@J2(C@@H](C=CIC=CIC=CIC=C/[C@@H](C@H](0C1=0)C)0)02)C)0 °
706 | o CCCCCIC@HIIC@@HITIC@@HI0)CICREHIOICICRRHIOICICRRHIOICCRRHIONCICE | 149 | v
Hipin @H](0)C[C@H](0)/C(=C/C=C/C=CIC=CIC=C/[C@@H]([C@H](0C1=0)C)0)/C)O es
1707 | Strevertene B CCC1C(0)CC(0)CC(0)CCCC(0)CC(0)C(C(=0)0)C(0)IC=CIC=CIC=C/C=CIC=CIC(C(OC1=0)C)C 781 Yes
1708 | Tetronothiodin 8)CC; C/C=C/CC(C)C2C(SCC2C(=0)C2=C(C3(C(C/C=CI/C=C/C1)C=C(C)C(C3)C)0C2=0)0)C(=0)C(= 782 Yes
CCCCIC@@HITTC@@HIOICIC@@HI0)CIC@@HIO)CIC@@HIIOICIC@@HI0ICIC@@HIOIC
1709 | TPU-0043 C@H)(0)/C(=CIC=CIC=CIC=CIC=CIC@@HI(C(OC1=0)C)0)C 8 | Yes
1710 | Strevertene A 0C1CCCC(0)CC(0)C(C(=0)0)C(0)/C=CIC=CIC=C/C=C/C=C/C(C(OC(=0)C(C(CC(C1)0)0)C)C)C 784 Yes
1711 | Reedsmycin C 8?0(;(51OC(=O)/C:C\C:C/C:C/C:C/C:C/CC(O)CC(CC(CC(CC(CC(CC(CC(/C=C/C1C)O)O)O)O)O) 785 Yes
1712 | Reedsmycin D 8?0(;(51OC(=O)/C:C/C:C/C:C/C:C/C:C\CC(O)CC(CC(CC(CC(CC(CC(CC(/C=C/C1C)O)O)O)O)O) 785 No
1713 | Reedsmycin E 8%3)(CC1OC(:O)/C:C/C:C\C:C\C:C/C:C/CC(O)CC(CC(CC(CC(CC(CC(CC(/C=C/C1C)O)O)O)O)O) 786 Yes
1714 | Reedsmycin A 8%3)((?1OC(:O)/C:C/C:C/C:C/C:C/C:C/CC(O)CC(CC(CC(CC(CC(CC(CC(/C=C/C1C)O)O)O)O)O) 786 No
) O[C@H]TCIC@HI0)CIC@@HI(O)CIC@@H](0)/C=C/[C@HI(C)[C@@H](OC(=0)/C=CIC=CIC=CIC
1715 _| Flavofungin I ~C/C@HI(C@HICCREHIIC@@HICREHICICa@HICc@@HICo0Ico00cec | 7 | e
1716 | Faeriefungin B ;ch8()8;gC(=O)/C=C/C=C/C=C/C=C/C=C/CC(O)C(C)C(CC(CC(CC(CC(CC(CC(/C=C/C1C)O)O)O)O 788 Yes
1717 | Flavofungin I CC[C@@H]([C@@H]10C(=0)/C=C/C=C/C=CI/C=C/C=C/C[C@H](O)[C@H](C)[C@@H](C[C@@H]( 788 N
arornom ClC@@H)(CIC@HICIC@@HI(CIC@HICIC@H]IC=CIC@@H]CI0)0)0)0)0j0j0)C °
1718 | Faeriefungin A )OO(;Q;?C%(CO)CC(O)CC(O)/C=C/C(C)C(OC(:O)/C:C/C:C/C:C/C=C/C=C/CC(C(C(CC(CC(C1)O)O)O)C 789 Yes
. O[C@@H]1C[C@@H](0)C[C@@H](0)C[C@@H](0)C[C@@H]2C[C@H]([C@H](02)/C=C/C=C/C=
119 |Flevotnan VIl | cle=Cic(=0)0[C@MI(C@HI(C=CIC@@H|ICIC@@HICIC@HIC0)0)0)CICICIC)0 e e
1720 | Flavofurain| O[C@H]CIC@H](0)CIC@@H](0)CIC@@HI(0)/C=C/IC@H](C)[C@@H](OC(=0)/C=CIC=CIC=CIC 700 Ves
; =C/C=CICIC@@HI(C@@HIIC@@HICICR@HICICR@HICT)000ICI0)C(CIC
1721 | 14Demethyimycoficin | COC10G(=0)C=CIC=C/C=CIC=CIC=CICC(O)C(CIC(CC(CC(CC(CC(CC(CCC=CICICI00)0)00 | o, v
A J0)0 es
1722 | Reedsmycin B 8?(5))(((;31OC(=O)/C:C/C:C/C:C\C:C/C=C/CC(O)CC(CC(CC(CC(CC(CC(CC(/C=C/C1C)O)O)O)O)O) 792 Yes
. O[C@H]1C[C@H](O)CI[C@@H](O)C[C@@H](O)/C=C/[C@H](C)[C@@H](OC(=0)/C=C/C=C/C=C/C
1123 _|Flavofimgn ¥ =C[Ca@HR0CEH|(Ca@H|CaHiCIe@HICICa@HIC000ccca@Hpocee | ™ | ¢
1724 | Flavofungin VI O[C@HIICIC@H](0 )C[C@@H]E )CIC@@H](0)/C=CIIC@HI(C )[C@@H](O%()= JC=CIC=CIC=CIC | o4 o

=C/[Ce@H)20CeH](C@@H](C@@H](CIC@@H](CIC@@H](C1)0)0)0)C)CIC@H]20)C(C)C




Comp

Noa Name SMILES® Cluster No® | Rep
. O[C@@H]1C[C@@H](0)CIC@@HI(0)/C=C/[C@HI(C)[C@@H](OC(=0)/C=CIC=CIC=CIC=C/[C@
1725 _| Flavofungin IX @HR20[C@H]CIC@@H]CIC@@HICICaHIC0)0)0)C@HICIC@@HI0)CICaRocclc | ™ | Yo
1795 | Flavofunain v CCIC@@H]([C@@H]10C(=0)/C=CIC=C/C=C/C=C/[C@H]20[C@H]|(CIC@HI20)[C@H](C)[C@@HI 705 y
avotingn (CIC@@H](CIC@@H](CIC@H](CICR@HI(CIC@HICIC@H](C=CIC@@H]1C)0)0)0)0)0)0)0)C *
1727 | Flavofunain IV O[C@H]1C[C@HI(0)CIC@@H](0)CIC@@HI(0)/C=C/[C@HI(C)[C@@HI(OC(=0)/C=C/C=C/C=CIC 706 v
avotingn =C/[C@H]20[C@@H](C@@H](C@@H](CIC@@HICIC@@H](CT)0)0)O)C)CIC@HI20)C(C)C *
118 | 3235 0C1CC(0)CC(0)CC(0)CC2(0)CC(0)CC(02)CC=CC=CC=CC=CC=C(C(=0)OC(C(C=CC(CC(CC(C 797 v
Didehydroroflamycoin | 1)0)0)0)C)C(C)C)C es
0C1CC(0)CC(0)CC(0)CC2(0)CC(0)CC(02)CIC=CIC=CIC=CIC=CIC=C(/C(=0)OC(C(/C=CIC(CC(C
1729 | DDHR CCTO0ORIECIC 798 Yes
CCC(C10C(=0)/C(=C/C=CIC=CIC=CIC=CICC2CC(0)CC(02)(0)CC(CC(CC(CC(CC(CC(CC(IC=CIC
1730 | PN00053 1010)0)0)010100)CIC 799 Yes
1alpha,25- _ —A\C=
1731 | eporyvitamin D3 | OC1CC(0)C(=CHG(=CIC=CI2ICCCC(C2(CICCCAC(CCOC(0)CICICICHC! 800 Yes
1732 | Roseosporol A OC[C@@H]1CIC@H](O)[C@](CIC@]1(C)/C=C/C=C(C)C)(C)O 801 Yes
; 0=C1/C=C\C=C\[C@H](C)[C@H](0)[C@@H](C)C@@H](O)[C@@H](C)[C@H](O)C@@HC@HI([
1733 | Chaxamycin A C@H](/C=C(/C(=0)c2c3C(=0)C(=C(N1)C(=0)c3¢(0)c(c20)C)CICICIO)C 802 Yes
. 0=C1/C=C/C=C/[C@H](C)[C@H](0)[C@@H](C)C@@H](O)[C@@H](C)IC@H](O)C@@HC@HI([
1734 | CHEBI69810 C@H](/C=C(/C(=0)c2c3C(=0)C(=C(N1)C(=0)c3ec(c20)C)C)\C)C)0)C 803 Yes
. OC[C@H]1/C=C(\C)/C(=0)c2c3C(=0)C(=C(C(=0)c3c(c(c20)C)0)NC(=0)/C=C\C=C\C@@HI[C@
7% _|Chaxamyen® @H|(C@H(C@HI(CHI(CR@HIICR@H)(C@H]I0CIOICI0)CI0CIC wow
1736 | Chebi69812 CC(=0)0[C@EHI1IC@H](C)IC@@HI(0)C=CIOIC@I2(C)Oc3o([C@@H|20)c2C(=0)C(=C(C(=0)e2 | 4, y
oot ¢(c3C)0)NC(=0)/C=C\C=C\[C@@H]([C@@H](C@H]([C@H](C@H]1C)0)C)O)C)C es
. COC1/C=C/0C2(C)0c3c(C2=0)c2C(=C/C(=N/C(=0)IC(=C\C(=0)C4C(C(C(C(C(C(C1C)OC(=0)C)C)
1737 | Tolypromycin Y 0)C)0)C4)/C)/C(=0)c2¢(c3C)ONCICCC(OCIC)0 805 Yes
CO[C@H]1/C=C/O[C@@]2(C)0c3c(C2=0)c2C4=NC5(NC4=C(C(=0)c2c(c3C)O)NC(=0)/C(=C\C=C\[
1738 | Rifabutin C@@HI(C@@HI[C@HI(C@HI(C@HI[C@@HI[C@@H]!C)OC(=0)C)C)O)C)O)C)/C)CCN(CC5) 806 Yes
cc(c)c
o CO[C@H]1/C=CIO[C@@]2(C)Oc3c(C2=0)c2c(c(c3C)0)C(=0)C(=CC320CC(=0)03)NC(=0)/C(=C\
1739 | Rfamycin O C=CIC@@HIICREHIICQHIIC@HIIC@HIIC@@HIICR@HIICIOCFO)CICIOICI)C)C 0| e
1740 | Carbazomycin D COc1ccc2e(c1)c1c(OC)c(OC)c(c(c1[nH]2)C)C 808 Yes
1741 | Carbazomycin A COc1c(OC)c(C)e(c2¢1ctcccec[nH]2)C 808 No
1742 | Carbazomycin C COc1ccc2e(c1)c1e(0)c(OC)c(c(c1[nH]2)C)C 809 No
1743 | Carbazomycin F COc1cec2e(c1)c1¢(0)c(OC)c(c(c1[nH]2)C=0)C 809 No
1744 | Carbazomycin B COc1¢(C)c(C)c2c(c10)ctceceet[nH]2 809 No
1745 | Carbazomycin E 0=Cc1c(C)c(OC)c(c2c1[nH]c1c2ccec1)O 809 Yes
1746 | Terferol COc1cc(c2cceec)c(c(c1ctceeec1)0)O 810 Yes
1747 | Murrayanine COc1cc(C=0)cc2¢1[nH]c1c2ccect 811 Yes
1748 | AminoansamycinD | 0=C1Nc2cc(0)oc(c20)[C@@H](C/C=C/C=C/[C@H]([C@@H]1C)0)CclccecciC(=0)0 812 Yes
1749 | AminoansamycinE | 0=C1Nc2cc(0)oc(c20)[C@@H](C/C=C/C=C/[C@H]([C@@H]1C)O)Nc1ce(O)ccet C(=0)0 813 Yes
1750 | AminoansamycinC | CO[C@@H]1C/C=CIC=C/[C@H]([C@@H](C(=0)Nc2c(c1cc(0)c2)0)C)0 814 Yes
1751 | Aminoansamycin B Oc1cc2NC(=0)[C@@H](C)[C@H](0)/C=CI/C=CI/C[C@H](c(c1)c20)O 814 No
1752 | Youssoufene A1 g/_((;;g;gzc(;igjg\():C/[c@Hﬂ C[C@@H](C=C/C/1=C\CC(=0)0)[C@@H](c1ccccc1/C=C\C=C\C=C/ 815 Yes
1753 | Aminoansamycin A CC(=0)0[C@@H]1C[C@H]2/C=C/CI[C@H]([C@@H](C(=0)Nc3c(c1cc(0)c3)02)C)0 816 Yes
1754 | Bisindolylmaleimide IV | O=C1NC(=0)C(=C1c1c[nH]c2c1ccec2)ctc[nH]c2¢1ceec? 817 Yes
3'-epi-5'-Methoxy- CO[C@@H1[C@H](O)[C@H](O)[C@@H](O[C@H]1n1c2c(c(c1C)C=C)c1C(=0)NCc1c1c2[nH]c2c1c
1755 K252d ccc2)C 818 Yes
1756 9-Hydroxy-3'-N- CC(=O)N[C@@H]1C[C@@H](C[C@H]([C@@H]10)C)n1c2c(c3c1cceed)c1C(=0)NCc1c1c2[nH]c2c1 819 No
acetylholyrine A cc(cc2)0
1757 | SHydroxy-3-N- CC(=0)NIC@@H]ICIC@@H](OIC@HIIC@@HI10)C)nte20(c3cTeao(e3)0)e1C(=ONCaTeTe2inHlc | g Ves
acetylholyrine A 2c1ccec2
1758 | 2Hydromhoyrine A | O¢16ee2e(cT)eTe3CFONCE3c3c(cTn2IC@HIICIC@@HINIC@HIIC@@HIOTCIOnHcc3coce 819 No

1




Comp

Noa Name SMILES® Cluster No® | Rep
1750 Z.'_Hydr°xy"3"N'a°ety" CC(=0)N[C@@H!CIC@HI20[C@I(C@@H]10)(C)nc3eoc(ocdeBetoTn2c2c000c261c163CNCH=0) | g1 No
o
Hydroxylstaurosporine
1760 | Fradcarbazole A CO[C@@H1[C@@H](C[C@H]20[C@]1(C)n1c3cceec3c3ctcin2c2cccec2c1c1c3CNC1=0)N(c1nce( 820 Yes
s1)cic[nH]c2c1ceec2)C
. 0C(=0)/C=CIC1C2[C-
1761 | Juglorubin 1(C3C1C(=0)cte(0)ceoct C(=0)0[C@@HI(C3)CC(=0)0)C(=0)e16(C2=0)cece 10 821 | Yes
1762 | Horboxidiene 8)0(3[)%%2%ﬁ%—;]éc1O[C@]1(C)C[C@@H](/C=C/C=C(/[C@H]1O[C@H](CC[C@@H]1C)CC(=O)O)\ 622 No
1763 | 18-Deoxy-25- CCIC@@H]([C@H]([C@H]10[C@]!(C)CIC@@H](/C=C/C=C(/[C@H]10[C@H](CCIC@@H]1C)CC( 822 No
demethylherboxidiene | =0)0)\C)C)C)0
1764 | 25-Demethyi- 0C(=0)C[C@H]1CCIC@@HI(C@H](01)/C(=C/C=C/IC@H(CIC@EA](CIO[CR@HNICREHIIC@ | 4, Yes
herboxidiene HJ(C@H](0)C)0)C)C)IC)C
1765 | 18-Deoxyherboridiene Sg)[g)@\a,o@;;(g]é[)%%H]([o@Hn O[C@]1(C)CIC@@H](/C=CIC=C{[C@H]10[C@H](CC[C@@H]1C)CC( 627 No
1765 | 25-Demethyi 0C(=0)C[C@H]1CCIC@@H](C@H](01)C1(C)OC1/C=C/C@H](CIC@H]10[C@@HI! [C@@HI(C 627 No
herboxidiene C @H](IC@H](0)C)0)C)C)C
1767 | Horboxidiene A1 Sg)[g%—)ig)[(%)@o@H](C)OC([C@@H]1C)C(C[C@@H](/C:C/C=C(/[C@H]10[C@H](CC[C@H]1C)CC( 623 Ves
1768 | Herboxidienc BT COC@H1CaeHICIOCaEIICaEHICEEHICIOICICRBHIICCC-CICRHIONGHT | g5 |y
5,6-Dihydroxy-25- _ —~ /=
1769 f\?methyl-herboxidiene ?@ﬁ]}%))%[%)?g]é%(;g%;go)[C@@]([C@H](O1)/C(—C/C—C/[C@H](CC(C1OIC@@H]([C@@H]([C 824 Yes
SHydroxy25- OC(=0)C[C@H]1C[C@@H](O)IC@@H]([C@H](01)/IC(=C/C=C/[C@H](CC(C10[C@@H]([C@@H](
1770 dA?methyl-herbomdlene C@HIIC)O)C)(C)C)C)IC)C 824 No
1771 | H6-Dinydroxy- CO[C@H]1[C@@H](C)OC((C@@H]1C)C(CIC@@H](C=C/C=C([C@H]1O[C@@H](CC(=0)0)C[C - No
herboxidiene A1 @HI(C@@J1(C)0)0)\C)C)(C)C
1779 | S-Hydroxy- CO[C@H]1[Ce@H](C)OC@@](C@@H]([C@@H]1C)0)(C)CIC@@H](/C=C/C=C([C@H]10[C@@ 824 No
herboxidiene B1 H](CC(=0)0)CIC@H](C@@H]1C)0)\C)C
5,6-
y - Co[C@H]![Ce@H](C)OCe@](C@@H]([C@@H]1C)0)(C)CIC@@H](/C=C/C=C([C@H]10[C@@
1773 g;hydroxyherbommene HJ(CC(=0)0)CIC@HI(C@@]1(C)0)O)\C)C 824 No
1774 | 5-Hydroxyherboxidiene | COIC@HT[C@@H](C)OC(IC@@HITCIC(CIC@@HIIC=CIC=C(IC@HITO[C@@HI(CC(=0)0)CIC - No
Al @HI([C@@H]1C)0)\C)C)(C)C
5- Hydroxy-25- - =C/C=
1775 ge1methyl-herboxidiene |C-|)]((:[(C (%)I_?][(?(%':_]&%?ggg};g))([}c@@H]([C@H](01)/C( C/C=C/[IC@HI(CIC@(C)O[C@HI(C)C@@ 824 No
e | SSDWAONE | 0G(=0)CIC@HIICIC@@HIO)IC@@IIC@HIONIC(=CIC=CICRHICICRINCIOC@HICICR@H | gy |
gy TERORAENE Y C@H)(C@HI10)C)0)C)C)C)O °
1777 | Horboxidiene G 83:([)?(%@;&4)][(%%'?(](()[)00@&1]1O[C@H]1C[C@@H](/C=C/C1oc1 (C)[C@HI10[C@H](CCIC@HI1C)CC(= 425 Ves
1778 | Kandenol E 0=C1C=C(C)[C@@23[C@@](C1)(C)CIC@H([C@H](C2)C(03)(C)C)O 826 Yes
t779 | SHetyhantbioti G- | C1=CC2=C(C(01)C)C(=0)c1c(C2=0)cee(c10)[C@@HI1OC@HIC)C@HI[C@@HICINC)IC)0 | 827 Yes
1780 | Jadomycin furan 4 0Cc1cc(C)ec2c1c1c(02)C(=0)c2c(C1=0)cccc20[C@H]1CIC@H](O)[C@H](C(O01)C)O 828 Yes
1781 | Jadomycin furan 3 0=Ceice(C)ec2e1e1c(02)C(=0)c2¢(C1=0)ceec20[C@H]1C[C@H](0)[C@HJ(C(01)C)0 828 No
1782 | CHEMBL1922539 CCIC=CN\C[C@@HI2N(C1)C(=0)c1c(NC2)cccet 829 Yes
1783 | CHEMBL1922537 CCIC=CM\C[C@@HI2N(C1)C(=0)c1c(NC2)o(OC)cect 829 No
(5E,8R,9E)-3-
(Carbamoylmethyl)-
1784 | 8,10-dimethyl-7- C=CIC(=C/[C@H](C(=0)/C=CICC(CC(=0)0)CC(=0)N)C)/C 830 Yes
oxododeca-5,9,11-
trienoic acid
Methy! (5E,8R9E)-3-
(carbamoylmethyl)-
1785 | 8,10- dimethyl-7- COC(=0)CC(CC(=0)N)C/C=CIC(=0)[C@@H](/C=C(/C=C)\C)C 830 No
oxododeca-5,9,11-
trienoate
1786 | CHEBI:66788 CC/C=CIC=C(/C(C(CC(/C=CIC=C/C10C(=0)C=CC10C)OC)C)O)\OC 831 Yes
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1787

Sultriecin

CCCCC/C=CIC=C/C=CIC(C(C(0S(=0)(=0)0)C/C=C/C10C(=0)C=CC10)C)O

832

Yes

1788

CHEBI:69413

CCIC=C/[C@H]1C/C=CIC=C\[C@H](OC)[C@@H](0)[C@@H](0)[C@@H](C)/C=CIC[C@H](IC=CIC
=C(/C=CIC(=0)01)\C)C

833

Yes

1789

CHEBI:69411

CCIC=C/[C@H]1C/C=CIC=C\C@H]|(0)CIC@@H](0)[C@@H](C)/C=CIC[C@H](/C=C/C=C(IC=CIC(=
0)01)C)C

833

No

1790

Atacamycin A

834

Yes

1791

Atacamycin B

CC/C=C\/CIC=CIC=C\C(OC)C(O)C(0)C(C)/C=C/C(C(/C=CIC=C(/C=CIC(=0)01)\C)C)OC
CCIC=C\/CIC=CIC=C\C(OC)C(O)C(0)C(C)/C=C/CC(/C=CIC=C(/C=CIC(=0)01)\C)C

835

Yes

1792

Atacamycin C

CC/C=C\1/CIC=C/C=C\C(OC)CC(O)C(C)/C=CICC(/C=C/C=C(/C=CIC(=0)01)\C)C

835

No

1793

CHEBI:69412

CCIC=CI[C@H]1C/C=CIC=C\[C@H](0)[C@@HI](0)[C@@H](0)[C@@H](C)/IC=C/CIC@H](C=CIC=
C(/C=C/C(=0)01)\C)C

836

Yes

1794

Emycin D

CC1CC(=0)c2c(C1)ccc1c2C20C(01)c1c2ecec10

837

Yes

1795

(R)-3-Hydroxy-7-
((1S,3R)-3-hydroxy-7-
methoxy-2,3-dihydro-
1H-inden-1-yl)-3-
methyl-3,4-
dihydronaphthalen-
1(2H)-one

COc1ccec2e1[C@@H](CIC@H]20)c1ccc2e(c1)C(=0)C[C@](C2)(C)O

838

No

1796

(R)-3-Hydroxy-7-
((18,38)-3-hydroxy-7-
methoxy-2,3-dihydro-
1H-inden-1-yl)-3-
methyl-3,4-
dihydronaphthalen-
1(2H)-one

COc1ccec2e1[C@@H](CIC@@H]20)c1cec2e(c1)C(=0)CIC@](C2)(C)O

838

No

1797

(R)-7-((1S,3R)-3-
Ethoxy-7-methoxy-2,3-
dihydro-1H-inden-1-yl)-
3-hydroxy-3-methyl-
3,4-dihydronaphthalen-
1(2H)-one

CCO[C@@H]1CI[C@H](c2c1ccec20C)c1ccc2e(c1)C(=0)CIC@](C2)(C)O

838

No

1798

(R)-7-((18,3S)-3-
Ethoxy-7-methoxy-2,3-
dihydro-1H-inden-1-yl)-
3-hydroxy-3-methyl-
3,4-dihydronaphthalen-
1(2H)-one

CCO[C@H]1CIC@H](c2¢ceec20C) el cec2c(c)C(=0)CIC@](C2)(C)O

838

No

1799

(R)-7-((1S,3R)-3,7-
Dimethoxy-1,3-
dihydroisobenzofuran-
1-yl)-3-hydroxy-3-
methyl-3,4-
dihydronaphthalen-
1(2H)-one

COc1ccec2e1[C@@H](O[C@H]20C)c1cec2e(c1)C(=0)CIC@](C2)(C)O

838

No

1800

1,4-Dimethoxy-3-(3'-
hydroxy-3'-methyl-1'-
tetralone)-1(3H)-
isobenzofuran

COctccec2e1 [C@HI(O[C@HI20C) et coc2e(c1)C(=0)CIC@](C2)(C)0

838

Yes

1801

(R)-7-((1R,3S)-3,7-
Dimethoxy-1,3-
dihydroisobenzofuran-
1-yl)-3-hydroxy-3-
methyl-3,4-
dihydronaphthalen-
1(2H)-one

COctcccc2e1 [C@HI(O[C@@H]20C)c Tece2e(c1)C(=0)CIC@(C2)(C)O

838

No

1802

(3R,8S,13S)-3-
Hydroxy-9-methoxy-3-
methyl-3,4,8,13-
tetrahydro-8,13-
epoxybenzo[e]naphtho[
2,1-bJoxepin-1(2H)-one

COctcecc2e1 [C@@H]10c3c([C@HJ201)c1C(=0)CIC@](Celec3)(C)0

839

Yes

1803

(3R,8R,13R)-3-
Hydroxy-9-methoxy-3-

COctcccc2et [C@H]10c3c([C@@H]201)c1C(=0)CIC@](Cece3)(C)O

839

No
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methyl-3,4,8,13-
tetrahydro-8, 13-
epoxybenzo[e]naphtho[
2,1-bJoxepin-1(2H)-one

1804

Versipelostatin A

OC[C@@H]1C[C@@H](C)[C@H](C[C@H]2CI[C@H](O)[C@@H]([C@H](02)C)O[C@H]2C[C@H](0
C)C@H]([C@@H](02)C)O[C@H]2C[C@H](O)[C@@H)(C@H](02)C)0)[C@H](C)CCC(C)[C@H]2[C
@J3(C(=C(C(=0)[C@@A([C@H](/C(=C/1)/CC)C(=C[C@HN[C@HMIC@@H](C)C(=0)CIC@@H]1C)
C)CC)C(=0)C3)0)CIC@H](C(=C2)C)C

840

Yes

1805

Lobophorin F

COC(=O)N[C@HN[C@@H](C)O[C@H](CIC@]1(C)N+](=0)[O-
))0[C@H]1C/C=C(C)[C@@H]2C=CIC@HJ3[C@H](IC@]2(C)C(=C2C(=0)[C@HK(C@H](C=CI\C)C
=C(C)[C@@H](C4)C)0C2=0)0)[C@@H](C)C[C@@H](C@@H30[C@@H]10[C@@H](C)IC@@H
l[C@@H](CT)O[C@H1CIC@@H](O)[C@H]([C@@H](01)C)0)0)C

841

Yes

1806

Lobophorin

0CC1CCC23C(C1)IC=C(\C)[C@H](C/C=C([C@HI[C@](C(=O0)C([C@HI30)C(=0)02)(C)C@@HI2
[C@@H](C)ClC@@H]([C@@H]([C@H]2C=C1)0[C@H]10C(C)[C@H]([C@@H](C1)O[C@@H]1C[C
@@HI(0)[C@@H](C(01)C)OC1CIC@@H](0)C(C(01)C)OC)0)C)\C)O[C@@H]1 OC(C)C(C(C1)(C)N
(=0)=0)NC(=0)0C

842

Yes

1807

Lobophorin E

COC(=O)N[C@H]1[C@@H](C)O[C@H](CIC@]1(C)IN+](=0)[O-

))O[C@H]1C/C=C(\C)[C@@H]2C=C[C@H]3[C@H]([C@]2(C)C(=C2C(=0)[C@H([C@H](C=C/1\C)C
=C(C)[C@@H](C4)C)0C2=0)0)[C@@H](C)CIC@@H](C@@H]30[C@@H]10[C@@H](C)[C@@H
](@[ﬁ%g';g()%g%?c@w ClC@@HlO)CeHI([C@@H]01)C)o[C@@H]ClC@@H](0)CeHI(C@

843

Yes

1808

Lobophorin B

COC(=O)N[C@H]1[C@@H](C)O[C@H](CIC@]1(C)IN+](=0)[O-
))0[C@H]1CIC=C(IC)\C@@H]2C=CIC@H]3[C@H]([C@]2(C)C(=C2C(=0)[C@H([C@H](C=C\1/C)C
=C(CO)[C@@H](C4)C)OC2=0)0)[C@@H](C)CIC@@H]([C@@H]30[C@@H]1O[C@@H](C)C@@
HI([C@@H](C1)O[C@H]1C[C@@H](0)[C@H]([C@@H](01)C)O[C@@H]1CIC@@H](O)IC@H](C
@@H](01)C)OC)0)C

844

Yes

1809

Lobophorin C

COC(=O)N[C@@H]1[C@H](C)O[C@H](CIC@@]1(C)N)OC1C/C=C(\C)/[C@H]2C=C[C@@HI3[C@
@H]([C@@]2(C)C(=0)C2=C(C4([C@H](/C=C\1/C)C=C(CO)[C@H](C4)C)0C2=0)0)[C@H](C)CIC@
Hl(IC@HBO[C@H10[C@@H](C)[Ce@H](C@@H](CT)o[C@@H]!CICR@H](O)[CeHIC@@H](
01)C)0[C@@H]1CIC@E@H](O)[C@H](C@@H](01)C)OC)0)C

845

Yes

1810

Kijanimicin

COC(=ON[C@H]1[C@@H](C)O[C@H](CIC@]1(C)IN+](=0)[O-
))O[C@H]1C/C=C(\C)/[C@@H]2C=C[C@H]3[C@H]([C@]2(C)/C(=C\2/C(=O)[C@J4([C@H](/C=C/1\C
)C=C(CO)[C@@H](C4)C)0C2=0)/0)[C@@H](C)CIC@E@H](C@@H|30[C@@H]10[C@@H](C)IC
@@H|([Ce@H](C1)0[C@@H]!O[C@@H](C)C(C(C1)O[C@H]1CIC@H](O)IC@HI([C@@H](01)C)
0)0[C@@H]1CIC@@H](C)[C@HI(C@@H](01)C)OC)0)C

846

Yes

1811

Lobophorin K

COC(=0O)N[C@H]1[C@@H](C)O[C@H](C[C@]1(C)NO)O[C@H]1CC=C(C)[C@@H]2C=C[C@H]3[C

@H]([C@]2(C)C(=C2C(=0)[C@M([C@H](C=C1C)C=C(CO)[C@@H](C4)C)OC2=0)0)[C@@HI(C)C
CeeH(Ce@HBOC@@H]10[C@EHI(C)ICR@H](C@@H](C1)0IC@H1CICR@HIO)IC@HI(
C@@H](01)C)0[C@E@HICIC@EHI(O)[C@H](C@@H](01)C)OC)0)C

847

Yes

1812

Lobophorin A

COC(=0)N[C@H]1[C@@H](C)O[C@HI(CC@]1(C)N)O[C@H]1C/C=C(/C)\[C@@H]2C=CIC@H]3[C
@HI([C@]2(C)C(=C2C(=0)[C@M(IC@H](IC=C\1/C)C=C(CO)[C@@H](C4)C)0C2=0)0)[C@@H](C)
ClC@@H|(C@@HBo[C@@H]10[C@@H](C)C@@H](C@@H](C1)o[C@H]1C[C@@H](0)[C@H]
([C@@H](01)C)0[C@@H]CIC@@H](O)[C@H](C@@H](01)C)OC)0)C

848

Yes

1813

Lobophorin CR4

Co[C@@H][C@@H](O)C[C@H](C[C@@H]1C)0[C@@H[C@@H](0)CC(O[C@@H]1C)O[C@H]
1C[C@@H](C[C@@H]([C@@H]10)C)O[C@H]1[C@@H](C)CIC@@H)(C@@H]2[C@@H]1C=C[C
@@H][C@@2(C)C(=0)C2=C(0)[C@]3(0C2=0)C[C@@H](C)C(=CIC@H]3/C=C(/[C@H](C/C=C/1\
C)O)C)C)C

849

Yes

1814

Abamectin

CO[C@H]1C[C@H](O[C@HI2[C@@H](C)/C=C/C=C/3\CO[C@HK[C@]3(O)[C@@H](C=C([C@H}40
)C)C(=0)0[C@H]3C[C@@H](C/C=C/2\C)O[C@]2(C3)C=C[C@@H]([C@H](02)C(CC)C)C)O[C@H]([
C@@HNO[C@HNCIC@H](OC)[C@H)(IC@@H](01)C)0)C.CO[C@H] ! CIC@@H](O[C@H](C@@H
J10[C@H]1C[C@H](OC)[C@H]([C@@H](01)C)0)C)O[C@H]1[C@@H](C)/C=C/C=C/2\CO[C@H]3[
C@J2(0)[C@@H](C=C([C@H]30)C)C(=0)0[C@H]2C[C@@H](C/C=C/1\C)O[C@]1(C2)C=C[C@@
HI([C@H](01)C(C)C)C

850

No

1815

Avermectin A1b

CO[C@H]1C[C@@H](O[C@H](C@@H]10[C@H]1C[C@H](OC)C@H](C@@H](01)C)0)C)OIC@
H1[C@@H](C)/C=CIC=C/2\CO[C@H]3[C@]2(0)[C@@H](C=C(C@H]30C)C)C(=0)0[C@HJ2C[C@
@H](C/C=CM\C)O[C@]1(C2)C=C[C@@H](C@H](01)C(C)C)C

850

No

1816

Ivermectin B1b

CO[C@H]1ClC@@H](O[C@H](C@@H]10[C@H]1C[C@H](OC)[C@HI([C@@H](01)C)O)C)OIC@
H)1[C@@H](C)/C=CIC=C/2\CO[C@H]3[C@]2(0)[C@@H](C=C(C@HI30)C)C(=0)0[C@HI2CIC@
@H](C/C=CH\C)O[C@J1(C2)CCIC@@H](C@H](01)C(C)T)C

850

No

1817

Tenvermectin B

Co[CeH]1ClC@@H](o[C@H](C@@H]10[C@H]1C[C@H)(OC)[C@HI([C@@H](01)C)O)C)OIC@
HI1[C@@H](C)/C=C\C=C/2CO[C@HI3[C@]2(0)[C@@H](C=C(C@HI30)C)C(=0)0[C@HI2CIC@
@H](CIC=C/1\C)O[C@]1(C2)CCIC@@H](C@H](01)CC)C

850

No

1818

CTK8E8557

CO[C@H]1C[C@H](O[C@HI2[C@@H](C)C=CC=C3CO[C@HM4[C@]3(0)[C@@H](C=C([C@H}40)C
JC(=0)0[C@HISCIC@E@H](CC=C2C)0[C@]2(C3)C=CIC@@HI(C@H](02)[C@H](CC)C)C)O[C@H]
((C@@H]1O[C@H]1CIC@H](OC)[C@RHI([C@@H](01)C)O)C

850

No




Comp

Noa Name SMILES® Cluster No® | Rep
CO[C@H]1C[C@H](O[C@H]2[C@@H](C)/C=C/C=C/3\CO[C@HK[C@]3(O)[C@@H](C=C([C@H]40

1819 | Avermectin Ala C)C)C(=0)0[C@HI3C[C@@H](C/C=C/2\C)O[C@]2(C3)C=C[C@@H]([C@H](02)C(CC)C)C)O[C@H 850 No
1([C@@H]1O[C@H]1C[C@H](CC)[C@HI([C@@H](01)C)O)C
CO[C@H]1C[C@H](O[C@H]2[C@@H](C)/C=C/C=C/3\CO[C@HK[C@]3(O)[C@@H](C=C([C@@H]

1820 | Tenvermectin C 40)CC)C(=0)0[C@H]3C[C@@H](C/C=C/2\C)O[C@]2(C3)CC[C@@H]([C@H](O2)C)C)O[C@H]([C 850 No
@@H]10[C@H]1C[C@H](OC)[C@HI([C@@H](O1)C)0)C
CO[C@H]1C[C@@H](O[C@H]([C@@H]10[C@H]1CIC@H](OC)[C@H]([C@@H](01)C)O)C)O[C@

1821 | Tenvermectin A H1[C@@H](C)/C=C\C=C/2\CO[C@H]3[C@]2(O)[C@@H](C=C([C@H]30)C)C(=0)O[C@H]2C[C@ 850 No
@H](C/C=CM\C)O[C@]1(C2)CC[C@@H]([C@H](O1)C)C

Delta 3-envermectin | COIC@HICIC@@HIOIC@HI(C@@H]1OC@HITCIC@HIIOCIC@HIIC@@HIOTCI0ICI0C@

1822 A ' H1[C@@H](C)/C=C/C=C/2\CO[C@]3([C@]2(0)C(=C[C@@H]([C@H]30)C)C(=0)0[C@H]2C[C@@ 850 No
H](C/C=C/1\C)O[C@]1(C2)CCI[C@@H]([C@H](01)C)C)C
CO[C@H]1C[C@H](O[C@H]2[C@@H](C)/C=C/C=C/3\CO[C@HK[C@]3(O)[C@@H](C=C([C@H]40

1823 | Ivermectin )C)C(=0)O[C@H]3C[C@@H](C/C=C/2\C)O[C@]2(C3)CC[C@@H]([C@H](O2)[C@H](CC)C)C)O[C 850 No
@H]([C@@H]1O[C@H]1CIC@H](OC)[C@HI(C@@H](01)C)0)C
CO[C@H]1C[C@H](O[C@H]2[C@@H](C)/C=C/C=C/3\CO[C@HK[C@]3(O)[C@@H](C=C([C@H]40

1824 | Avermectin A2a C)C)C(=0)0[C@HI3C[C@@H](C/C=C/2\C)O[C@]2(C3)C[C@H](O)[C@@H](IC@H](02)C(CC)C)C) 850 No
O[C@H]([C@@H]10[C@H]1CIC@H](OC)IC@HI(C@@H](01)C)O)C
CO[C@H]1C[C@H](O[C@@H]2/C(=C/C[C@@H]3C[C@H](OC(=O)[C@HJ4[C@@]5(/C(=C/C=CI|C

1825 | CHC-B2 @@H]2C)/CO[C@@H]5[C@H](0)C(=C4)C)0)CI[C@@]2(03)CI[C@H](O)[C@@H](C(02)C2CCCCC 850 No
2)C)IC)O[C@H]([C@@H]10[C@H]1CIC@H](OC)[C@H]([C@@H](01)C)O)C
CO[C@H]1C[C@@H](O[C@H](C@@H]10[C@H]1CIC@H](OC)[C@H]([C@@H](01)C)0)C)OIC@

1826 | Tenvermectin D H1[C@@H](CC)/C=C/C=C/2\CO[C@H]3[C@]2(O)[C@@H](C=C([C@@H]30)C)C(=0)0[C@H]2C[C 850 No
@@H](C/IC=C/1\C)O[C@]1(C2)CC[C@@H]([C@H](O1)C)C
CO[C@H]1C[C@@H](O[C@H](C10[C@H]1CIC@H](OC)IC@H]([C@@H](01)C)0)C)OCI[C@@H](

1827 | Doramectin C)/C=C/C=C/2\CO[C@H]3[C@]2(0)[C@@H](C=C([C@H]30)C)C(=0)O[C@H]2C[C@@H](C/C=C/ 850 No
C)0[C@]1(C2)C=C[C@@H]([C@H](01)C1CCCCC1)C
COC1CC(O[C@HI2[C@@H](C)/C=CIC=C/3\CO[C@HK[C@]3(0)[C@@H](C=C([C@H}40C)C)C(=0

1828 | Avermectin A1 JO[C@H]3C[C@@H](C/C=C/2\C)O[C@]2(C3)C=C[C@@H]([C@H](O2)[C@H](CC)C)C)OC(C10C1C 850 No
C(OC)C(C(01)C)0)C
Co[C@H]1CIC@@H](C[C@HI([C@@H]10[C@H]1CIC@H](OC)[C@HI([C@@H](01)C)0)C)O[C@

1829 | Avermectin B1b H]1[C@@H](C)/C=C/C=C/2\COC3[C@]2(0)C(C=C([C@H]30)C)C(=0)0C2CC(C/C=C/1\C)O[C@]1( 850 No
C2)C=C[C@@HI(IC@H](01)C(C)C)C

(3S,4'S,5R,5'S,6R,7R,

9E,11S,12S,13E,15E, 1

6aS,18S,20aR)-

334,4'56',78,11,12,

16a,17,18,20a-

Tetradecahydro-

4'.16a,18-trihydroxy-

5'10,12,16,19-

pentamethyl-1-oxo0-6'-

(propan-2-yl)-1H- COC1CC(OCC10C1CC(OC)C(C(01)C)O)O[C@H]1[C@@H](C)/C=CIC=C(\C)/[C@]2(O)CI[C@H](O)

1830 | Spiro[3,7- C(=C[C@H]2C(=0)0[C@H]2C[C@@H](C/C=C/\C)O[C@]1(C2)C[C@H](O)[C@@H]([C@H](O1)C( 850 No

methano[2,6]benzodiox | C)C)C)C

acyclooctadecine-5,2"-

pyran]-11-yl 2,6-

dideoxy-4-O-(2,6-

dideoxy-3-O-methyl-

alpha-L-arabino-

hexopyranosyl)-3-O-

methyl-alpha-L-

arabino-

hexopyranoside
CO[C@H]1CC(O[C@H]([C@@H]10[C@H]1CIC@H](OC)[C@HI([C@@H](O1)C)O)C)O[C@H]1C(C)/

1831 | Avermectin C=C\C=C/2\COC3[C@]2(0)C(C=C([C@H]30)C)C(=0)0C2CC(C/C=C\1/C)OC1(C2)CC[C@@H](CO 850 No
1)C
Co[C@H]1CIC@@H](C[C@HI([C@@H]10[C@H]1CIC@H](OC) C@HI([C@@H](01)C)0)C)0[C@

1832 | Avermectin A2b H]1[C@@H](C)/C=C/C=C/2\CO[C@H]3[C@]2(O)[C@@H](C=C([C@H]30C)C)C(=0)0[C@H]2C[C@ 850 No
@H](C/C=CIM\C)O[C@]1(C2)CIC@H](O)[C@@H]([C@H](O1)C(C)C)C
CO[C@H]1C[C@H](O[C@H]2[C@@H](C)/C=C/C=C/3\CO[C@HK[C@]3(O)[C@@H](C=C([C@H]40

1833 | Avermectin B2b )C)C(=0)O[C@H]3C[C@@H](C/C=C/2\C)O[C@]2(C3)C[C@H](O)[C@@H]([C@H](02)C(C)C)C)O[C 850 No
@H]([C@@H]10[C@H]1CIC@H](OC)[C@H]([C@@H](O1)C)O)C
CO[C@H]1C[C@H](O[C@H]2[C@@H](C)/C=C/C=C/3\COC4[C@]3(0)C(C=C([C@H]40)C)C(=0)OC

1834 | Avermectin B2a 3CC(C/C=C/2\C)O[C@]2(C3)C[C@H](O)[C@@H]([C@H](02)C(CC)C)C)O[C@H]([C@@H]1O0[C@H] 850 No

1CIC@H)(OC)[C@H]([C@@H](O1)C)O)C




Comp

Noa Name SMILES® Cluster No¢ | Repd
CO[C@HI1CIC@H](0[C@M2IC@@H](C)IC=C/C=CIaCOCAIC@IB(0)C(C=C(IC@HIO)CIC=0j0C
1835 | AvermectinB()A | 3CC(CIC=C/2C)0[C@I2(C3IC=CIC@@HI(C(02C@HICCICICIOC@HIIC@@HITOC@HIICIC | 850 | Yes
@H](OC)[C@H]([C@@H](01)C)O)C
CO[C@H]TCIC@HI(O[C@HRIC@@HI(C)IC=CIc=CIACOIC@HAIC@IBOJIC@@HIC=CC@HIAO
1836 | 13-Epi-AvmB(sub2) | )C)C(=0)0[C@HI3CIC@@H](C/C=C/ACIO[C@I2(C3ICIC@HIO)IC@@HI[C@HIO2IC@HICCIC) | 850 | No
C)o[C@H|(C@@H]1O[C@H]1C[C@H](OC) C@HI(C@@H](C1)C)O)C
1837 | Okiactomycin CC1CCCC20=C(C(=0)0)C(CC32C20C(C(C)C)C(=C)C(=0)C2(C(=0)03)C)C 851 | Yes
Co[C@H]1CIC@@H](O[C@H]([C@@H]10[C@H]1C[C@H](OC)[C@H]([C@@H](O1)C)O[C@@H]!
g3 | AvemnectinBlad | O[C@HICOJC@@HIIC@@HI(C@HII0)0)O)CIOIC@HIIC@@HIC)C=CIC=C2COICRHRIC | gy | ye
beta-L-fucoside @12(0)[C@@HI(C=C(C@HI30)C)C(=0)0[C@HI2CIC@@H(CIC=CIICIO[C@I1 (C2)C=CIC@@HI
[C@H)(O1)[C@H](CC)C)C
CCIC@@HI(C@H]1O[C@@R(C-CIC@@HITCIO[C@@HTTCIC=C(CYIC@@HIOIC@HIBCIC@H
1839 |Avermectin Bla4'- | OC)IC@H](C@@H)(03)C)O[C@HISCIC@H](OC)C@HI(IC@@H)(03)C)O[C@HISCICR@H](O)[C 853 Yes
beta-D-galactoside | @@HJ(C@H](03)CO)0)[C@@HI(C)C=CIC=CHIC@M(C@HI(C(=0)0[C@HIC2)CTIC=CIC)IC@
HI(C@H40C3)0)0)C
Avermectin Bfa 4'- CO[C@H]1CIC@@H](C[C@H]([C@@H]10[C@H]1CIC@H](OC)[C@H]([C@@H](01)C)O[C@@H]!
a0 | Lemmectn B2 O[C@HI(CIC@HI[C@EHIIC@HITOJ0)0)CIOC@HIIIC@@HICYC=CIC=CI2COIC@HIBCAI( |  gos | vyeo
gucosde 0)C@@A|C-C(COHAOKIC-00CRHETICBRHICC-CHIO0CaIC2=CCeaHCe
30
| COC(C10C2(0C3CIC=CC)C(OCACC(0)CC(O4)C)OCACT(O)C(C(04)C)0)C(C)/C=CIC=CUICS(C
1041 | Demethylavermectin | (¢(=0)0C(C2)C3)C=C(CIC(C50C4I0)0)CC(CICION 85 | Yes
: - CCCC(=0)[C@HI([C@HIO[C@](O)([C@@HI(CIC@H]1C)C)IC@@H](C(=0)OCIC@HI([C@H]1CC|
1842 | Fusicomyein B C@I2(C1=CCIC@ICIOIC@HIIIC@HIC2IC@HICOICIC@HIOCICICIC | T
o83 | Fescomyon A OCIC@@HIICIC@H|[C@@HRICE@HICIC@EN(CICCIC@@HICI=COC@RCIOICBRHIC | 4o | no
0C(=0)[C@H](C@]1(C)0[C@E@H](C@@H](CIC@H]1C)C)[C@@H](C(=0)CC)C)C)C)O
154 | rotcomena | 0CC@E@HIICC@AIIC@@MZC@@MICREICICCIC@@HICT=CCC@ROOICEEHIC | g0 | o
0C(=0)[C@@H](C@]1(C)0[C@@H](C@@H](CIC@H]1C)C)[C@@H](C(=0)CC)C)C)C)O
s |17 CCCC(=0)C(C10C(0)(CCCICICICICI=0)0CC(C@HIICCIC@RICT=CCIC@ICIOIC@HITC@H | g5 | ng
Dinydroxycyclooctatin | [C2)[C@H](CO)CIC@H]10)CICO)CIC
17-{16,17- | CCCC(=0)C(C10C(0)(C(CC1C)CIC(C(=0)0CIC@@HI(C@@H]1CCIC@@I2(C1=CCIC@@](C)(O)
oo™ | [C@HIIC@BHIC2IC@@HICOICIC@@HII0)CICOICIC N
it CC(=0)0C(/C=C/C(=0)[C@@](C@H[C@HI(O)CICR@I2(C@]1(C)CC(=0)C@@]1([C@H]2CC=
1847 | Cucurbitacin B C2[C@HJ1CIC@H](0)C(=0)C2(C)IC)ICICAQ)C)CIC 857 Yes
oo B2 | OCC@HITOC@EHIOC@HIZCIC@HRIC@M(C)CEO)CIC@IBIC@EIIC@@HICC=CAC(C2=0
1848 | peta-D-glucoside )(C)C)(C)CIC@H](C@E@HISIC@](C(=0)/C=C/C(OC(=0)C)(C)C)(0)C)0)C) C@@H](C@HI(C@@H 858 Yes
10)0)0
13- OO _
1899 | 0¥ otodscamyan | C-C10C(=0)C2=C10[C@@HIIC@EHIO)IC@HBIC@HI(CaIC2-O)[C@@HITCICIcCees 859 | Yes
1850 | Mibomycin F R e O I
1851 | Mibomycin CCHIC=CIC=CC)CA0ICCOCCCACOj0C2CCICE-CICTICIOCTCACCSCOTECIE) | 51 | ves
1852 | AG-F-74879 CCC10C2(COC1C)CC1CC(02)0C=C(CICC(C)C=CC=C2C3(C(C(=0)01)C=C(C)C(C30C2)0)0 82 | No
1g5s | Hydronydella23- | CCOIC@HIIOC@I2ICCIC@@HITCICIC@@HTICIC@HII02ICIC-CCICIC@ERICICCICC2 | g |
milbemycin A4 C3C(=CIC@@)(C)(O)[C@H](C30C2)0)C(=0)01 es
tgea | 4Hydrony-dela23- | CCIC@HI10[C@I2(CCIC@EHIICICIC@@HIICIC@HI02ICIC-C(CICIC@@HICICCCCRC | g0 | ng
milbemycin A3 3C(=CIC@@](C)(0)[C@H](C3OC20)C(=0)Ot
1555 | 27Methoyimibemycin | CCIC@H]10[C@I2(CCIC@@HITCICIC@@HIICIC@HI02ICIC=C(CICIC@@HICICCCC23 | g | ng
alpha 31 ¢(C(=0)01)cc(C)o(c30C20C)0
— CCIC@H]0[C@IR(CCIC@@HITCICIC@@HIICIC@HI(02)CIC=ClC)CIC@@HICIO=CIc=C
1856 | Milbemycin A4 @J3(C@H]J(C(=0)01)C=C(C)[C@HI[C@HI30C2)0)0 863 Yes
— CO[C@@HI1C(=CC2C@I3(C@@H]10C/C/3=CIC=CC@HI(CICIC(=CICIC@@HTTCIC@HI(0C2=
1857 | Milbemycin alpha-2 0)CIC@EI2(01)CCIC@@HI(C@HI(02)C)C)/C)0)C 864 No
ses | 50 COCIC(=CIC@@HI2IC@R(CIOCICA=CIC=CICC)CIC=CICIC@@HTICIC@HIOC2-0CC@EE | g5s | no
Methylimibemycin B2 | (01)CCIC@@HI(C@HIO2CIC)CI0)C
— CIC@H]1/C=CIC=C/2CO[C@H3IC@I(0)C@@HIC=CIC@HIB0)C)C(=0)0[C@HI2CICR@HIC)
1859 | Milbemycin A3 C=C(/C1)\C)0[C@]1(C2)CCIC@@HI(C@HIONC)C 4 | Ne
CIC=C{[C@H]O[C@IR(CCIC@@H]1CICCICC(02)CIC=ClCCIC@@HICO=CIc=CRIC@IB(C
1860 | VM-4das7 C(=0)01)C=C(C)[C@H](C30C2)0)0)C 4 | Ne
— COIC@@HIIC(=CIC@@HIIC@I3(C@@H]T0CICB=CIC=CIC@HI(CIC/IC(=CICIC@@HICIC@H]
1861 | Mibemycin B2 (0C2=0)CICR@R(01)CCCR@HIIC@I0CI0CHCIO) WY
1562 | Mibomyonbemz | CCCTOC2(CCCTCICCICC(021CIE=CC)ICC(CHC=CIc=CICACEIOONE=COIE2000TC | gar | no

0




Comp

Noa Name SMILES® Cluster No¢ | Repd
153 | 550" CCIC@HI10C@I2(CCIC@@HI1C)CIC@@HTICIC@HI(02)CIC=CC)ICC(C)IC=CIC=ClIC@I2(C oot N
Methylmilbemycin B2 | @HJ(C(=0)01)C=C(C)[C@H](C2)0C)0)\CO 0
1864 | Milbemycin J CC1/C=C\C=C/2\COC3C2(0)C(C=C(C3=0)C)C(=0)0C2CC(CIC=C(C1)/C)OCH (C2CCC(C(ONCIC | 865 No
y (0)C(C=C(C3=0)C)C(=0) ( (\C1)/C)OC1(C2)CCC(C(01)C)
— CCIC@H1OC@I2(CCIC@@HTIC)CIC@@HT CIC@HI02)C/IC=C(\C)/ICIC@@HIC)IC=CIC=C2IIC
1865 | 5-Oxomilbemycin A4 @J3(C@H](C(=0)01)C=C(C)C(=0)[C@HJ30C2)0 865 Yes
1866 | Mibomycn K CCC10C2(CCCICICCICE(02CIC-CCCCICIC-CIC-CRCICICO/0TICCEIRO30C) | g "
g7 | Avermectin AT COC@@HIC(=CIC@@HRIC@R(C@@HTIOCICA=CC=CIC@HICIC@HIOCICICC@EHTT | ggg | v
aglycone CIC@H](0C2=0)C[C@@2(01)C=CIC@@H](C@H|(02C(CIC)C)CI0)C es
N CO[C@H]1CIC@@I2(0)/C(=C\C=C\[C@H](C)CIC(=CICIC@HIBCIC@HI(OC(=0)[C@@HI2C=C1C)
1868 | Milbemycin beta1 CIC@@J1(03)CCIC@@HI(C@H](01)C)C)/C)ICO 867 Yes
o0 | C50- CO[C@H]1CIC@EI2(0)C(=C/C=CIC(CICIC(=CICIC@@HRCIC@HIOC(=OIC@@HIZC-CICIC | gg7 N
Methylmibemycin B1 | @@J1(03)CCIC@@HJ(C@H](01)C)C)/C)/CO 0
.. CIC@HJ1/C=CIC=C/2CO[C@HIBIC@I2(0)[C@@HIC=CC@H0)CIC(=0)0IC@H2CIC@@HIC/
1870 | Milbemycin D C=C(IC1)\C)0[C@]1(CACCIC@@HI(C@HJ01)C(C)C)C 868 No
— COIC@@HIC(=CIC@@HI2C@I3C@@HIOCICI3=C\C=Cl[C@HI(C)CIC(=CICIC@@HTICIC@H]
1871 | Mibemycin B3 (0C2=0\CIC@@12(01)CCIC@@HI(CR@I(02)OICCIC)CI0)C W e
P CIC=C([C@H]10[C@@IR(CC3CC(02)CIC=CC)ICIC@@HIC)C-CIC-CRIC@MTICFON030TC | gor N
(C)[C@H](C40C2)0)0)[C@@H](C[C@@H]1C)ONC °
1873 | Mibomyein € COCICC2(0)C-CIC-CICICICICCICCACCIOCOCZC-CCICCTOICCEONCCIET | g "
. CO[C@HIIC(=CIC@HIZC@@IR(C@HIT0CIC/3=C\C=CIC@@H](CIC/IC=C/CIC@HII CIC@@HIO
1874 | Nemadectingamma | o-0)CIC@]2(01)CIC@@H](0)C@HIIC@@H)(02)/C(=CIC)CIC)CI0)C 89 | Ne
a7s | C50- CCIC@HI10[C@12(CCIC@@H]1C)CIC@@H1CIC@HI02)CIC=CC) CCCIC-CIo-C2IC@RBIC | g N
Methylmilbemycin B3 | @HJ(C(=0)01)C=C(C)C(C30C2)0C)O 0
N CO[C@@H]1C(=CIC@@HI2C@J3(C10C/C3=CIC=C\C@H](C)CIC(=CICIC@@HTICIC@H](0C2=
1876 | Milbemycin G 0)CIC@@J2(01)CCIC@R@HI(C(02)C(CIC)C)C)0)C 869 Yes
COIC@@H C(=CC2IC@]3(C10CIC/3=C\C=C\C@HI(C)CIC(=CICC1CC(0C2=0)CC2(0T\CIC@HI
877 | LLFasamiambia | oo Gt O o a0 870 | Yes
CO[C@@H]1C(=CC2IC@I3(C10CIC/3=C\C=C\[C@HI(C)CIC(=CICCTCC(0C2=0)CC2(0T)CIC@HI
1878 | LL-F 28249gamma 0)[C@@HI(C@H](02)/C(=CIC)IC)C)CIO)C 871 Yes
CIC=C([C@H]10C2(CC3CC(02)CIC=C(C)ICIC@@HI(C)IC=CIC=CRIC@IC(C=0)031C=C(O)IC
1879 | LL-F 28249beta I 872 | Yes
. CC(IC=CIC@HJ10C2(CC3CC(02)CIC=CC)CIC@@H](C)IC=CIC=C2l[C@IA(C(C(=0)03)C=C(C)
1880 | Nemadectin [C@H](C40C2)0)0)CIC@E@HI(C@@HIICI0)C)C 872 No
g1 | 13apha-Hydrony O[C@@HI1IC(=CICIC@@HIZCIC@HI(OC(=0)[C@HBIC@@IICFCIC-CIC@GHITOICIONCGHT | 575 | ves
milbemycin betal1 | (0)[C@HJ(0)C(=C3)C)CIC@@I1(02)CCICR@HIC@H|01)CIC)C
[B-
. 11230[C@I50[C@H](C(C@@HI(C/C=C/IC@HIEOIC@@H](C@HI(C6)OC(=0)[C@HI01)IC@]7(0
1862 | Aplasromycin 2)0[C@HI(C(C@@HI(CIC=C/IC@HIBOIC@@HI(C@HICE)0CoJc@@HkoscoNCIcccle | o | e
@HJ7CIC)0)(C)C)CCIC@HISC [Na+]
1583 | Luconsimyan A 0C(-0)C-CIC-CIC=CIC1CC2G-COaCCACFOICICFOIOCRCICZ-O0ICCICCI0IOCE0T | 75| yeg
154 | Luconsimyein 8 ;)CCC1OC(=O)C2(C1=O)C(/C=C/C=C/C=C/C(=O)O)CC1C(CZ=O)(C)CZCC(OC(=O)C)C(C(CZC=C1)O - "
COIC@@HIC=CIC@HI(C)C20[C@I0)[C@HI(C)C=0)0[C@@HICCCCIC@@HTOC ot cooce]
1885 | Soraphen A JC@@HI(C@HI[C@@H]2C)0)0C 876 Yes
30- _ ) _ _ _
1886 | vocarbamoyliumanyd 8?&((:—(%)%2:()((3)))(/)82:()3((:())((:3(C1OC(—O)CC2(O)CC-C(C(OZ)/C(—C/CCCC(/C-C/C(C(C1C)O)C)OC1CC( 7 | ves
n
. CCC(=0)C1(C)OCTC(CC(CI0C(=0)CC2(0)CC=C(C(02)/C(=CICCCTC=CIC(C(CC)0)C)0C10C!
1887 | Irumamycin C)C(C(C1)0C(=0)N)O)C)CICIC 877 No
CCC(=0)[C@H]([C@H]([C@@H](CIC@H]([C@H]10C(=0)C[C@@]2(0)CC=C([C@H](02)/C(=C/CC
1888 | Venturicidin A CIC@HI(IC=CIIC@@HI(CIC@H]JC)C)OIC@@HI10C@HIC)IC@HIIC@@HICIOCEONIOCIC | 878 | Yes
1C)I0)0)C
. CCC(=0)[C@HIIC@HIC@@HICIC@HI(C10C(=0)CIC@@]2(0)CC=C(C(02)/C(=CICCCIC@H!
1889 | Aabomycin A1 C=C/C@@H|(CIC@H]ICICIOC@H]ICICR@HIOICR@HIIC@HIOTCI0)CICICICION 79 | Yes
2alpha,5alpha,14beta-
g0y | TriECe10-10-hydrony- | CC(=0J0[C@HIICCIC@@R(CRE@HICI=CC@HIOC(0)CICREHIIICR@HIOCEOICICT3= | oo \
10alpha,18-epoxytaxa- | C([C@](C2=0)(0)0C3)C1(C)C)C 0
4(20),11-diene-9-one
2alpha,balpha,14beta-
g0y | Triaceloxy-Sbeta CC(=0)0[C@HI1CCIC@@I2(CRE@HICI=CIC@HIOC=OICICR@HIIC@@HIOCEOICICEE | gar | ves

hydroxytaxa-4(20),11-
diene-10-one

C(C(=0)[C@H]20)C1(C)C)C)C




Comp

Noa Name SMILES® Cluster No® | Rep
2alpha,5alpha,14beta-
g0y | Tracetony-Sbeta 18- | OCC1=C2C(=0)[C@@H|(OJC@IA(C@HIICR@HIIC@HIIC@HICTIOC=O)CIC2CICIOCONG) | g \
dihydroxytaxa-4(20),11- | C(=C)[C@H](CC3)0C(=0)C)C 0
diene-10-one
1893 | Cochieamycin A ?([)%%I—(l)];(g[cc)%(@zg])%%CFO)/C(:C\[C@H]3[C@@H](C1)C=C[C@H]1[C@@H]SC[C@@H]([C@@H] 51 Yoo
1894 | Cochleamycin A2 ?([)%C(CD;I'(;];&[CC)%%T(]:Z(Sg)(;(z))/CFC/[C@H]3[C@@H](C1)C=C[C@H]1[C@@H]BC[C@@H]([C@@H] 881 No
1895 | Cochleamycin B E:CCC(;S())())([DCC%@OHH[C@H](C)C[C@@H]Z[C@H]1C=C[C@@H]1[C@H]ZC[C@@]ZSC(C1)C[C@@H] 882 Yes
1896 | Cochleamycin B2 ﬁ]%cgzgc))%%?%w C@HICICC@EHRZIC@HTIC-CIC@@HIC@HIZCIC@ERCICTICLRER | g5, "
1897 | Cydostroptin g([)())o@@HH[C@@H](C)[C@@H](C2C1C1C(C(=C2)C)CCZC1C1=C30[C@]2(C)CCC(OC1=O)[C@H] 5 | ves
1898 | Nargenicin A1 COC1CC2C=CCACAC2(OC3C(C(CA0)C)OC(=0)c2eeenHI2)C(=CC(C(0CT1=0)C(O)C)CIC 884 | Yes
1899 | Pteridic acid G ]((3[((3:[%%:]]12[&@0%(0)0[(3@]2(O[C@@H]1C)O[C@@H]([C@H](/C=C/C=C/C(=0)OC)C)[C@H]([C@H 885 Yes
o0 | Perde o F COCaHCQHIOXICaROCaaRTORCBaICEHIIC-CC-C0FOREICHICON | g5 |
o1 | Perde soac CCCaCEAIOXCaROCaaRTORCBaICaHIIC-CCFOPICaRICEHICE | w5 |
1902 | Pteridic acid E O@C@(T_l?()[/gé%ﬁ%%?g?g]([C@@H]1O[C@@]Z(C[C@@H](O)[C@@H]([C@H](OZ)C)C)[C@H]([C 886 Yes
o5 | Perdeaca b OC-0JC-CICOGHI(CEaRTO@BRCCaBHIOICaOHICOICEKIICHICea | g | 1
. O[C@@HIICIC@@HI20[C@I(C=CIC@@HI2C)OIC@HI(CIC=CIC=C(ICIC@HI(C(=0)0[C@HI(C
1904 | Hookerolide @HIC0ICH)CIC(CICIC) C)ICR@HI(C@@H](C@@HIBCIO)T 7| Yes
. CCIC@@HITC@HICICIC@HI2IC@H]1C=CIC@HJ C@@HI2CIC@@HI2IC@@HII CIC=CIC(=O)N
1905 | karugamycin CCCIC@H]1C(=0)/C(=C(\C=CI2)/0)/C(=O)N 888 | Yes
- CoC([C@@H]M[C@H](C)CIC@HI2[C@H]1[C@H]10[C@H]1[C@H][C@@H]2C[C@@HI2[C@@H]
1906 | Capsimycin 1G/C=C\C(=0)NCCCIC@H]1C(=0)C(=C(/C=CI2)0)C(=0)N1)C 889 | Yes
1007 | 28N CCIC@@H]1[C@H](C)CIC@HI2[C@H]1C=CI[C@H]1[C@@H]2CIC@@HI2[C@@H]1C/C=C\C(=O)N 890 Yes
Methylikarugamycin | CCCIC@H]1C(=0)C(=C(C=C2)0)C(=0)N1C
1908 | Aburatubolactam C | CCC1CC2C(C1C)CC1C2C(=0)/C=C/C=CIC(=0)NCCCC2C(=C(C(=0)CCIC=C\)C(=0)N2C)0 891 Yes
1909 | AburatubolactamB | CCC1CC2C(C1C)CC1C2C(=0)/C=CIC=CIC(=0)NCCC(C2C(=C(C(=0)CCIC=C\)C(=0)N2C)0)0 82 | Yes
. CCIC@HITCIC@HIRIC@@HIIC@HTIO)IC@HITIC@H](C2)[C@HI2C/C=C\C(=0JNCCCCAC(=0)C=
1910 | Xanthobaccin C CIC=CIC@@HJ2C[C@@H]10)0)C(=0)N3 893 No
SV C=CIC@H|ICIC@HI2C@@HI(C@HTICIC@MTTIC@HIICAIC@HIZCIC-CICEOINCCOCACIONC | gg3 | v
- =C(/C=C/[C@@H]2C[C@@H]10)0)C(=O)N3 es
. - CCIC@HIICIC@HI2IC@@HI(C@H]C)[C@HITIC@H](C2)[C@HI2C/IC=C\C(=0JNCCC(CAC(=O)C
1912 | Dihydromaltophilin =C(IC=C/[C@@HI2CIC@@H]10)0)C(=ON3)0 893 No
1g13 | Pleat-stable antifungal | CCIC@H]1CIC@HIIC@@HI[C@H]1C)IC@HITC@HIC2IC@HIZCIC-CIC-OINCCCICAC=0NC! | g N
factor =C(IC=C/[C@@H]2CIC@@H]10)0)C(=0)N3)0 °
. CCIC@HIICIC@HIRIC@@HI(C@H]C)[C@HITIC@@HI(C2)IC=C\C=CIC(=ONCCIC@@HI(C@H]
1914 | Alteramide A 2C(=0)/C(=C(C=CIC=C\[C@@H]10)/0)/C(=0)N2)O 893 | Ne
o5 | dela3l- C=CIC@HIICIC@HI2IC@@HI(C@HIC)C@HIIC@HIC2IC@HIZCIC=CICFONCOC(CACE0C | g N
Dihydromaltophiin | (=C(IC=CC@@H]2CIC@@H]10)0)C(=0)N3)0 0
1916 | Maltophilin CCC1CC2C(C1C)CAC(C2)C2CIC=CIC(=0)NCCC(C3C(=0)/C(=C(\C=C\C2CC 1=0)/0)/C(=0)N3)0 894 | Yes
. CCIC@HIICIC@@HIC@HIC@@HITC)C@@H C@@HI(C2)IC@@HI2CIC=CIC(=ONCCIC@
1917 | 10-ep-HSAF @HI(C@HI3C(=C(C(=0)/C=C/[C@H]2CIC@H]10)C(=0)N3)0)0 895 Yes
— CO[C@@HITIC@@HIO)C@@HIZIC@HICIC=C\C(=0NCCCIC@@HIAC(=C(C(=0)/C=CIC@@H
1918 | Capsimycin F J3C[C@@H2(C@@HRIC@@HI[C@HICCICR@HIC2CIC=OINAD S | N
. - CCIC@HITCIC@@HI2AC@HIC@@HITC)C@@HIC@@HI(C2)C@@HI2CIC=CIC(FONCCIC@
1919 | 10-epi-Maltophilin @HJ(C@HJ3C(=C(C(=0)/C=CI[C@H]2CC1=0)C(=0)N3)0)0 895 No
1020 | 10epiFi2 CCIC@HIICIC@QHZICREIIC@E@H]IC)0)C@E@H]!CR@HIC2IC@@HIZCIC-CICFONCCE | g "
[C@HJ3C(=C(C(=0)/C=C/[C@HJ2CC1=0)C(=O)N3)0
1921 | GopiAloramido A g%%ﬁﬁ%(;g%z%l)-l’\]é%[)%@w[C@H](CZ)/C=C\C=C/C(=O)NCC[C@@H](CZC(=C(C(=O)/C=C/C=C/[ - "
1922 | 6-epi-Alteramide B ?8%(55)2'\?2()[8@H]1C)[C@H]1[C@H](CZ)/C:C\C:C/C(=O)NCCCCZC(=C(C(=O)/C=C/C=C/[C@@H] 895 No
1025 | Capsimyon G 0=CINCCCIC@HI2NC(=0)C(=C20)C(=0)C=CIC@H2C@HIICIC-CHIC@@HTTIC@HIC2ICE | ggp "

H2C[C@H](C@H](C@@H2[C@@HI2[C@H]102)[C@@H](0)C)C




Comp

Noa Name SMILES® Cluster No® | Rep
Lo CC[C@@H]1[C@H](C)C[C@HI2[C@H]1[C@H]10[C@H]1[C@H]1[C@@H]2C[C@@H]2[C@@H]1C
1924 | Capsimycin B JC=C\C(=O)NCCCIC@@H]1C(=C(C(=0)/C=C\2)C(=0)N1)0 895 No
. CC[C@H]1C[C@@H]2[C@H]([C@@H]1C)[C@@H]1[C@@H](C2)[C@@H]2C/C=C\C(=0)NCCC[C
1925 | 10-epi-deOH-HSAF @HJ3C(=C(C(=0)/C=C/[C@H2CIC@H]10)C(=0)N3)O 896 Yes
1926 10-epi- CC[C@H]1C[C@@H)2[C@@]([C@@H]1C)(O)[C@@H]1[C@@H](C2)[C@@H]2C/C=C\C(=0)NCC[ 897 y
Hydroxymaltophilin C@@H](C@H]3C(=C(C(=0)/C=C/IC@H]2CC1=0)C(=0)N3)0)0 e
1927 | lkarugamycin epoxide | COC(C1C(C)CC2C3C1C10C1C2C1C(C3)C=CC(=0)C2=C(0)C(NC2=0)CCCNC(=0)C=CC1)C 898 Yes
. CClCe@HIC@H](C)CIC@HI2[C@H]1[C@HI(O)[C@HI(C@H]TIC@@H]2CIC@@HI2[C@@H]1C/
1928 | Capsimycin G C=CIC(=ONCCCIC@@H]1C(=C(C(=0)/C=CI2)C(=0)N1)0)0 89 | Yes
. 0=CN1c2cccec2[C@@]2([C@H]1C=C1CCIC@@HI[C@]([C@H]1C2)(C)CCCC3(C)C)CIC@@H]IN
e CJ(#CC)EJCC@C%@(I-Ci]é((C(1 )O)([)Ccé)a]? C(=ON[C@H](C(=O)N(IC@H](C(=O)N(IC@H](C(=O)N)Cc1cec(cct — =
) = = = c1cee(ce
1930 | Carmabin A JOC)C)C)C)C)Celccccct)C)C)C 901 Yes
1931 | Provipeptide A %%(C[C@@HHNC(:O)[C@@H]2CCCN2C(=O)[C@@H](NC(:O)[C@@H]ZN(C1=O)CCCZ)CC1ccccc 902 Yes
1932 | Provipeptide B CCC(CINC(=0)C2CCCN2C(=0)C(NC(=0)C2N(C1=0)CCC2)Cc1ccceet)C 902 No
1933 | Aspergilazine A SS%EI&C&%IE;H&%?CWH]c3020cc(03)n20c(cSchcccS)C[C@@H]2NC(=O)[C@H]3N(C2=O)CCC3)C( 903 Yes
. 0=C1IN[C@H](Cc2c[nH]c3c2cce(c3)[C@@]23C[C@HAN([C@@H]2Nc2c3ccec2)C(=0)[C@@H]2N(
1934 | Naseseazine A C4=0)CCC2)C(=0)N2C@@H]1CCC2 903 No
. C=CC(cTcec2e(c)[C@ (C)CIC@@HBN(C@@H]TN2C)C(=0)[C@H] TN(C3=0)[C@@H]2N(C)c3c([
1935 | (-)-Lansai B C@@J2(C1)C)occcd)(C)C 904 Yes
1936 | (+)}Nocardioazine B g%(g;i(clg(gg(];ZC[C@@H]3N([C@@H]2N(0201ccch)C)C(=O)[C@H]1 N(C3=0)[C@HIN3C(IC@I2( | No
- 0=CN1c2cccec2[C@]2([C@@H]1N1C(=0)[C@H](C(C)C)N(C(=0)[C@@H]1C2)C)C[C@H]1C(=C)C
1937 | Drimentine H CIC@@HI2IC@1(C)CCCC2(C)C 905 No
1938 | Drimentine F 8(=@C]11(I\IC()CC)gJC@Cz@(I(-:i}(g(C)C)C(=O)N2[C@H]1CC1([C@H]2N0201ccch)C[C@H]1C(=C)CC[C@@H]2[ 905 Yes
o 0=C1N2CCCI[C@H]2C(=0)N2[C@H]1C[C@@]1([C@H]2Nc2c1ccec2)CIC@H]1C(=C)CC[C@@H]2]
1939 | Drimentine C C@J1(C)CCCC2(C)C 905 No
o CC(IC@@H]INC(=0)[C@H]2N(C1=0)[C@@H]1Nc3c(C1(C2)C[C@H]1C(=C)CC[C@@H]2[C@]1(C)
1940 | Drimentine G CCCC2(C)C)ecccd)C 905 No
o CC([C@@H]IN(C)C(=0)[C@H]2N(C1=0)[C@@H]1N3c4c([C@@]1(C2)CIC@H1[C@@]3(C)CC[C
1941 | Drimentine | @@H2/C@1(C)CCCC2(C)C)cceed)C 905 No
1042 | 10177 %%[C@@H]1/C=C/C=C(\C)/CCZCC(NC(=O)C[C@@H](/C(=C/[C@@H]([C@H](CC1=O)O)C)/C)O)cc(c 906 Ves
1943 | Ansatrienol J 80[C@H]1CC( 0)Nc2cc(CC/C=C(\[C@H]([C@H](C(=0)/C=C\C=C/C=C\[C@@H]10)C)0)/C)cc(c2) 907 Yes
1944 17-Demethoxy- CIC@@H]1Cc2cc(ce(c2)0)NC(=0)/C(=C/CCI[C@@H]([C@H](/C(=C/[C@@H]([C@H]([C@H](C1)0) 908 v
reblastatin 0)C)/C)0)C)/C e
1945 17-Demethoxy-15- Oc1cc2NC(=0)/C(=C/CC[C@H](C)[C@H](/C(=C/[C@@H]([C@H]([C@H](CIC@@H]([C@H](c(c1)c2) 909 v
hydroxylreblastatin 0)C)0)0)C)/C)0)/C es
1946 | Ansatrienol | 8%(;8«)@H]1/C=C\C=C/C(O)C(O)C[C@@H](O)[C@H](C)[C@@H](/C(=C\CCc2cc(NC(=O)C1 Jee(c2) 910 Yes
1947 | Mycotrienol Il CO[C@H]1/C=C\C=C/C=C\C[C@H](O)[C@H](C)[C@H](/C(=C\CCc2c(c(NC(=0)C1)cc(0)c2)0)/C)O 911 Yes
1048 | 30 O[C@@H]1/C=C\C=C/C=C\C[C@@H](0)[C@HI(C)[C@@H](/C(=C\CCc2cc(NC(=0)C1)cc(c2)0)/C) o1 v
Demethyltrienomycinol | O es
1949 | Trienomycinol COC1/C=C\C=C/C=C\CC(0)C(C)C(/C(=C\CCc2cc(NC(=0)C1)cc(c2)0)/C)O 912 No
1950 | Ansatrienol K O[C@H]1/C=C/C=C/C[C@H](O)[C@H](C)[C@@H](O)/C(=C\CCc2cc(NC(=0)C1)cc(c2)0)/C 913 Yes
1951 | Acyl-desferrioxamine | NCCCCCN(C(=0)CCC(=0)NCCCCCN(C(=0)CCC(=0)NCCCCCN(C(=0)CCCC[C@H](CC)C)0)0)0 914 Yes
1952 | dingrony-baipha 0c1oo02o¢1C(-0ICREYCIC2-OICICRHICIOCIIOCCRRHIICRRICIONACER | 15 | ves
lapachone
1953 | MDNAO170 OeTee 0201 IC-OIC@ICCC@@RICONCICIOCZOCCBHIICRBICIONTCR | gr5 |
1954 27-Oxomilbemycin CCI[C@H]10[C@]2(CC[C@@H]1C)CIC@@H]1C[C@H](02)C/C=C(\C)/IC[C@@H](C)/C=C/C=C\2/c3 916 v
alpha 31 ¢(C(=0)01)ce(C)c(c30C2=0)0 es
13alpha-0-alpha-L- _ _ —~ /=
1955 | Oleandrosyl-25-ethyl CO[C@H]1CC(O)[C@H](OC1C[C@H]1/C(=CIC[C@H]2CC(OC(=0)c3c(/C(=C/C=C/[C@H]1C)/C)cc( 917 No

milbemycin beta3

0)c(c3)C)CIC@]1(02)CCIC@H]([C@@H](O1)CC)C)/C)C




Comp

Noa Name SMILES® Cluster No® | Rep
13alpha-O-alpha-l- | oy aHI10C(0)[C@HIOCTCIC@@HITIC@H](C)/C=CIC=C(\C)/c266(0)o(cc2C(=0)0C2CIC@H](C
1996 noq'ifbae”rg;‘(’jg'bem IC=CH\C)O[C@@]1 (C2)CCIC@HIC@@H](01)CICICIC N | Yes
13alpha-O-alpha-L-
157 | Oleandrosy-25- CO[C@H]1CC(0)[C@H](0C1CIC@HI1/C(=C/CIC@HI2CC(0C(=0)c3c(/C(=C/C=C/IC@H]1 C)/C)cc 617 No
i;‘otpr:?pyl mibemycin | 0)c(c3)C)CIC@]1(02)CCIC@HI([C@@H](01)C(C)C)C)IC)C
ela
1955 | 13-alpha-Hydroxy O[C@@HITIC(=CICIC@@HI2CIC@HI(OC(=0)c3c(/C(=CIC=CIC@@HIICICIcc(O)c(e3)CICIC@E! | g1g No
r1nélbt|an;yc:_r|1 t;eta-325 1(02)CCIC@@H]([C@H](01)C)C)IC
~alpha-flyaroxy=2o- 1 o orc@H]10[C@J2(CCIC@@H]1C)CIC@@H] 1 CIC@H](02)CIC=C(C)[C@@H](0)C@@HI(C)/C=
1959 gthy1 milbemycin beta- CIC=C(Ic2¢(C(=0)01)ce(C)c(c2)0NC 918 Yes
1960 ;f’h;‘;psfllb'lﬁ;gxr‘{;eta CCe10e2C(=0J0[C@HBCIC@@HIC/C=C(IC@HYIC@HI(IC=CIC=C(ic2cc10) CICIONCIOC@IIC | g1 "
3)CC[C@@HI(C@H](O1)C)C
3
Oc1cee(cc1)C(C(=0)O)NC(=0)C1Cc2ccc(cc2)0c2cc3C(C(=0)NC(C(=0)N1C)c1cc(Cl)c(c(c1)CI)O)N
1961 | Complestatin B C(=0)C(NC(=0)C(NC(=0)C(=0)c1cc(Clyc(c(c1)Cl)O)CCA(cdcee(c(c20)c3)ccdNC1=0)0)c1cc(Clic(c( 919 Yes
¢1)C)o
Oc1cece(cc1)C(C(=0)O)NC(=0)C1Cc2ccc(cc2)0c2cc3C(C(=0)NC(C(=0)N1C)c1cc(Cl)c(c(c1)CI)O)N
1962 | Complestatin A C(=0)C(NC(=0)C(CC1c4cce(c(c20)c3)ccdNC1=0)NC(=0)C(=0)c1cc(Cl)c(c(c1)Cl)O)c1ce(Clyc(c(c1) 920 Yes
clo
Ocicec(cet)[C@H](C(=0)0)NC(=0)[C@@H]1Cc2cee(ce2)Oc2ec([C@H](C(=0)NIC@@H](C(=O)N1
1963 | Complestatin M55 C)ctee(Cle(c(c1)COINC(=0)[C@HI(c1 cc(Clic(c(c1)Cl)O)NC(=0)[C@H](CetcnH]c3cT cecc3)NC(= 921 Yes
0)C(=0)ctce(Clic(c(c1)Cl)0)ecc20
Ocicec(cel)[C@HI(C(=0)NIC@@H](C(=0)N([C@H](C(=O)N[C@HI(c1cec(ce1)0)C(=0)0)Celocc(ce
1964 | Complestatin S56 1)0)C)etce(Cl)c(c(c1)Cl)O)NC(=0)[C@H](c Tec(Clc(o(c1)CIOINC(=0)C@H](CeleinH]c2¢ Teccc2)N 922 Yes
C(=0)C(=0)ctcc(Cl)c(c(c1)CNO
Ocicec(ced)[C@HJ(C(=0)0)NC(=0)[C@@H]1Ce2eee(ce2)0c2ce3[C@H](C(=0)NIC@@H](C(=O)N1
1965 | Isocomplestatin C)ctee(Cl)e(c(c1)COINC(=0)[C@@HIINC(=0)[C@@HIINC(=0)C(=0)cce(Clic(c(c1)CO)Celcdee | 923 Yes
c(c(c20)c3)cc4[nH]c1)c1ec(Cl)e(c(c1)CHO
Oc1ccc(ce1)[C@H](C(=0)O)NC(=0)[C@@H]1Cc2ccc(cc2)Oc2cc3[C@H](C(=0)N[C@@H](C(=O)N1
1966 | Complestatin C)c1cc(Cl)e(c(c1)CO)NC(=0)[C@H](NC(=0)[C@H](NC(=0)C(=0)c1cc(Cl)c(c(c1)Cl)O)Cclcdeec(c(c 924 Yes
20)c3)ccd[nH]c1)c1ec(Cl)e(c(c1)CIO
Ocfccc(oet)C(C(=0)O)NC(=0)C 1Cc2ccc(ce2)0c26c3C(C(=0)NC(C(=0)N1C)c Tec(Clie(c(cT)CHON
1967 | Chloropeptin | gl(;;))c(NC(=O)C(NC(=O)C(=O)c1cc(CI)c(c(c1)CI)O)Cc1c4c(c(c(c20)03)ccc4)[nH]c1)c1cc(CI)c(c(c1) 925 Yes
1968 | Geralcin C CCCCCCIN+](=NC(CO)C(=0)N(/C=C\CCCC)NC(=0)C)[O-] 926 Yes
CC(C)C(=0)0[C@([C@@HI([C@H)(C2=C(IC@H]10C(=0)C)C(=[N+]=[N-
1969 | FL-120A J)C3=C2C(=0)C4=C(C3=0)C(=CC=C4)0)0)0C(=0)C)C 21 | Yes
L-Rhodinose-L-
1970 | fodinose-2-deoxy-L- | CCIC@@]1(0)CC(OC2CC(0)C(C(02)C)0C2CCC(C(02)C)0C2CCC(02IC)C2=C(O)C3C(C(=C2C 028 No
fucose -beta- 1)0)C(=0)c1¢(C3=0)c(O)ccet
rhodomycinone
L-Rhodinose-L-
1971 | thodinose-L-rhodinose- | CCIC@@]1(0)CC(OC2CC(0)C(C(02)C)0C2CCT(C(02)C)0C2CCC(C(02)C)0C2CCL(C(02)CI0C | gy No
L-rhodinose-beta- 2=C(0)C3C(C(=C2C10)0)C(=0)c1¢(C3=0)c(O)ccct
rhodomycinonze
L-Rhodinose-2-deoxy- | 1= 0)162=C(0)C3C(C(=C2C(CIC@]1(0)CC)OC1 COC(C(O1)C)0CT1CC(0)C(C(0T)C)OC1CCT
1972 'épfé‘llcc‘)’:‘ih;gg%’;’;?rf:ne (C(01)C)0)0)C(=0)e1¢(C3=0)ccce10 928 No
L-Rhodinose-2-de0Xy- | (333465-(0)C3C(C(=C2C(CIC@N (0)CC)OCICCC(C(01)C)0CICC(O)C(C(O1)C)OC1COC(C(O!
1973 | L-fucose-L-rhodinose- 928 No
: JC)0)0)C(=0)c1¢(C3=0)ceec10
beta-rhodomycinone
1974 tgj‘ggg"’fihig;%’;i CCIC@@]1(0)CC(0C2CCC(C(02)C)0C2CC(0)C(C(02)C)0C2CCC(=0)C(02)C)C2=C(0)C3C(C(= 028 Vs
\ C2C10)0)C(=0)c1¢(C3=0)c(O)cect
beta-rhodomycinone
CCIC@@]1(0)C[C@H](0C20C(C)C(C(C2)N(C)C)OC2CCC(C(02)C)0C2CCC(C(02)C)0)C2=C(O)
1975 | Deoxycosmomycin C | C3C(C(=C2[C@H]10C10C(C)C(C(C1)N(C)C)OCI1CCC(C(01)C)OCCCC(C(01)C)0)0)C(=0)etc(C 929 Yes
3=0)c(O)ccet
CCIC(=C\C=C\[C@H]1C=C[C@H2[C@HI(C@@H]!C(=0)c1cccinH]1)CCC2)[C@@H]1O[C@H](C
1976 | A-83094A 930 Yes
ClC@@H]1C)[C@H](C(=0)0)C
1977 | 16-Deethylindanomycin [ CCIC(=CIC=CIC1C=CIC@@HI2IC@@HI(C@H]IC(=0)cTccdnH]1)CCC2)/CTOIC@@HI(CCIC@H] 930 No
methyl ester 10)[C@HJ(C(=0)0C)C
1978 | 16-Deethylindanomycin | CCICECIC=CIC@HITC=CC2C(IC@@HIC(-O)cTecclnHTICCC2)IC@@HITOC(CCICREHITCIC | g \o

@H](C(=0)0)C




Comp

0)C)\C)\C)/C)C

Noa Name SMILES® Cluster No® | Rep
- CC/C(=C\C=C\[C@H]1C=CC2C([C@@H]1C(=0)c1[nH]ccc1)CCIC@@H]2CC)/[C@@H]10C(CC[C
1979 | Antibiotic X 14547 gg&]1g\)écgl-ggg O)OC):CC —— ——— 930 No
=C\C=C/[ H]1C=C[C@H]2[C@HI(] H]1C(=0)c1[nH]ccc1)CCl HJ2CC)[ H]
1980 | 66513-28-8 10[C@H](CCIC@@H] C)[C@HI(C(=0)0)C 930 No
1981 | Auroramycin aglycon CC(C/C/1=CIC(=CIC=C/C=C/[C@@](C)(O)[C@@H](0)/C=C\C=C\C(=C\C=C\C(=C\C[C@@H](NC1= 931 Yes

#Compound names; "The simplified molecular-input line-entry system (SMILES); *Cluster number according to Flexophore
descriptor; “Representative compound within each cluster.



