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Name # Chemdraw SMILES InChl InChlKey
6-aminopenicillanic ~ 6-APA H N[C@H](C1=0)[C@](SC2(C)C)  InChl=1S/C8H12N2035/c1- NGHVIOICVXTGV
H:H
acid 8 - ([H])N1[C@H]2C(0)=0 8(2)4(7(12)13)10- -ALEPSDHESA-N
"___;""H 5(11)3(9)6(10)14-8/h3-
0 - 4,6H,9H2,1-2H3,(H,12,13)/t3-
CQOcH ,4+,6-/m1/sl
penicillin G 2.01 H H 0=C(CC1=CC=CC=C1)N[C@H]  InChI=1S5/C16H18N204S/c1- JGSARLDLIJGVTE-
- ’H.[ I'"E'gr' (C2=0)[C@](SC3(C)C)([H])N2[  16(2)12(15(21)22)18- MBNYWOFBSA-N
[IH_J’ o, o C@H]3C(0)=0 13(20)11(14(18)23-16)17-
a 3 10(19)8-9-6-4-3-5-7-9/h3-7,11-
Ci,H
12,14H,8H2,1-
2H3,(H,17,19)(H,21,22)/t11-
,12+,14-/m1/s1
penicillin O 2.02 L H H 0=C(CSCC=C)N[C@H](C1=0)[  InChI=15/C13H18N20452/c1- QULKGELYPOJSLP-
= o, -
g T '\_'I-'Ex - C@](SC2(C)C)([H])NL[C@H]2  4-5-20-6-7(16)14-8-10(17)15- WCABBAIRSA-N
4] /l_N___;}“‘* C(0)=0 9(12(18)19)13(2,3)21-
i,
Q - 11(8)15/h4,8-9,11H,1,5-6H2,2-
CiogH
3H3,(H,14,16)(H,18,19)/t8-
,9+,11-/m1/s1
penethamate 2.03 H H 0=C(CC1=CC=CC=C1)N[C@H]  InChI=1S/C22H31N304S/c1-5-  AFKRZUUZFWTBC
o ﬂ . [--sx - (C2=0)[C@](SC3(C)C)([HI)N2[  24(6-2)12-13-29-21(28)18- C-WSTZPKSXSA-N
|l = o N___f"x C@H]3C(OCCN(CC)CC)=0 22(3,4)30-20-
- o 3 17(19(27)25(18)20)23-
,}e"' a 16(26)14-15-10-8-7-9-11-
L MLy 15/h7-11,17-18,20H,5-6,12-
14H2,1-4H3,(H,23,26)/t17-
,18+,20-/m1/s1
penicillin V 2.04 e 0=C(COC1=CC=CC=C1)N[C@  InChI=1S5/C16H18N2055/c1- BPLBGHOLXOTW
L Ia H H H](C2=0)[C@](SC3(C)C)([H])  16(2)12(15(21)22)18- MN-
e o -
e "" - I Sx?,#- N2[C@H]3C(0)=0 13(20)11(14(18)24-16)17- MBNYWOFBSA-N
o _,:_d—r-J-_,’ e 10(19)8-23-9-6-4-3-5-7-9/h3-
Q : 7,11-12,14H,8H2,1-
CilH

2H3,(H,17,19)(H,21,22)/t11-
,12+,14-/m1/s1




Name # Chemdraw SMILES InChl InChlKey
phenethicillin 2.05 o 0=C(C(C)OC1=CC=CC=C1)N[C  InChl=1S/C17H20N205S/c1- NONJILVGHLVQQ
Lm L i r:x_l-_l . @H](C2=0)[C@](SC3(C)C)([H  9(24-10-7-5-4-6-8-10)13(20)18-  M-JHXYUMNGSA-
il ‘r r 3{_ 1)N2[C@H]3C(0)=0 11-14(21)19- N
0 }_Hq_; 12(16(22)23)17(2,3)25-
[} ;---'U"EH 15(11)19/h4-9,11-12,15H,1-
3H3,(H,18,20)(H,22,23)/t9?,11-
,12+4,15-/m1/s1
propicillin 2.06 o, 0=C(C(CC)OC1=CC=CC=C1)N[  InChI=1S/C18H22N205S/c1-4- HOCWPKXKMNXI
[" ‘} u H C@H](C2=0)[C@](SC3(C)C)([ 11(25-10-8-6-5-7-9- NF-XQERAMIJGSA-
T g .‘TF “‘I_: 5 H])N2[C@H]3C(0)=0 10)14(21)19-12-15(22)20- N
a3 ._,.-'-—H-._r}::“ 13(17(23)24)18(2,3)26-
5" . 16(12)20/h5-9,11-
CO;H 13,16H,4H2,1-
3H3,(H,19,21)(H,23,24)/t11?,1
2-,13+,16-/m1/s1
phenbenicillin 2.07 0=C(C(C1=CC=CC=C1)0C2=C InChl=1S/C22H22N2055/c1- VZPPEUOYDWPU
C=CC=C2)N[C@H](C3=0)[C@ 22(2)17(21(27)28)24- KO-
= 1(SC4(C)C)([H)N3[C@H]4C(O  19(26)15(20(24)30-22)23- MQWDNKACSA-N
. L HH . )=0 18(25)16(13-9-5-3-6-10-13)29-
e Q T - - 14-11-7-4-8-12-14/h3-12,15-
0 I 17,20H,1-
o’ 'Cl};l'l 2H3,(H,23,25)(H,27,28)/t15-
,162,17+,20-/m1/s1
clometocillin 2.08 Ole 0=C(C(0C)C1=CC=C(CI)C(Cl)=  InChI=1S/C17H18CI2N2055/c1-  JKXQBIZCQILVOS-
. -_.__:E_\_\h F!_-S C1)N[C@H](C2=0)[C@](SC3( 17(2)12(16(24)25)21- GSNLGQFWSA-N
| T T e C)O)(HIN2[C@HI3C(0)=0  14(23)10(15(21)27-17)20-
» . o & T 13(22)11(26-3)7-4-5-
5 £0,H 8(18)9(19)6-7/h4-6,10-

12,15H,1-
3H3,(H,20,22)(H,24,25)/t10-
,11?,12+,15-/m1/s1




Name # Chemdraw SMILES InChl InChlKey
penamecillin 2.09 H H 0=C(CC1=CC=CC=C1)N[C@H]  InChI=15/C19H22N2065/c1- NLOOMWLTUVB
fl'”'*‘t: H"“-nf'" _',--3~w, (C2=0)[C@](SC3(C)C)([HIN2[  11(22)26-10-27-18(25)15- WAW-
.H'\-\.-"-'-F] o 1 Mo C@H]3C(0COC(C)=0)=0 19(2,3)28-17- HLLBOEOZSA-N
o 14(16(24)21(15)17)20-13(23)9-
Df;:’_ ":ﬁl 12-7-5-4-6-8-12/h4-8,14-
Do 15,17H,9-10H2,1-
3H3,(H,20,23)/t14-,15+,17-
/m1/s1
azidocillin 2.10 0=C([C@H](N=[N+]=[N- InChl=1S/C16H17N5045/c1- ODFHGIPNGIAMD
1)C1=CC=CC=C1)N[C@H](C2=  16(2)11(15(24)25)21- K-BBGACYKPSA-N
0)[C@](SC3(C)C)([H)N2[C@  13(23)10(14(21)26-16)18-
H]3C(0)=0 12(22)9(19-20-17)8-6-4-3-5-7-
8/h3-7,9-11,14H,1-
2H3,(H,18,22)(H,24,25)/t9-
,104,11-,144/m0/s1
methicillin 2.11 0=C(C1=C(0C)C=CC=C10C)N  InChI=1S/C17H20N2065/c1- RIQXTILFIWVMTO
[C@H](C2=0)[C@](SC3(C)C)([  17(2)12(16(22)23)19- -TYNCELHUSA-N
H])N2[C@H]3C(0)=0 14(21)11(15(19)26-17)18-
13(20)10-8(24-3)6-5-7-9(10)25-
4/h5-7,11-12,15H,1-
4H3,(H,18,20)(H,22,23)/t11-
,12+,15-/m1/s1
cloxacillin 2.12 0=C(C1=C(C)ON=C1C2=C(C=  InChl=1S/C19H18CIN3055/c1l-  LQOLIRLGBULYKD
’D-TI/ HoH CC=C2)C)N[C@H](C3=0)[C@  8-11(12(22-28-8)9-6-4-5-7- -JKIFEVAISA-N
"Q;__..J»H H i 1(SCA4(C)C)([H])N3[C@H]4C(O  10(9)20)15(24)21-13-16(25)23-
e, T :]/:f o )=0 14(18(26)27)19(2,3)29-
H;r_:ﬂ:“ﬁ o o - 17(13)23/h4-7,13-14,17H,1-
W COsH 3H3,(H,21,24)(H,26,27)/t13-
,14+,17-/m1/s1
oxacillin 2.13 0=C(C1=C(C)ON=C1C2=CC=C  InChl=1S/C19H19N3055/c1-9-  UWYHMGVUTGA

R .
\:" h 5, il
r'-ﬁ Q F N-__/
| { =
Ili‘\.__'_',l COyH

C=C2)N[C@H](C3=0)[C@](SC
4(C)C)([H])N3[C@H]4C(0)=0

11(12(21-27-9)10-7-5-4-6-8-
10)15(23)20-13-16(24)22-
14(18(25)26)19(2,3)28-
17(13)22/h4-8,13-14,17H,1-
3H3,(H,20,23)(H,25,26)/t13-
,144,17-/m1/s1

WSP-JKIFEVAISA-
N




Name # Chemdraw SMILES InChl InChlKey
nafcillin 2.14 > 0=C(C1=C(OCC)C=CC2=C1C=  InChI=1S/C21H22N2055/c1-4-  GPXLMGHLHQJAG
’\'] CC=C2)N[C@H](C3=0)[C@](S  28-13-10-9-11-7-5-6-8- Z-JTDSTZFVSA-N
E/\T- " . C4(C)C)([H])N3[C@H]4C(0)=  12(11)14(13)17(24)22-15-
o] 18(25)23-
}_”' 16(20(26)27)21(2,3)29-
C'I' H 19(15)23/h5-10,15-
16,19H,4H2,1-
3H3,(H,22,24)(H,26,27)/t15-
,16+,19-/m1/s1
dicloxacillin 2.15 0=C(C1=C(C)ON=C1C2=C(C=  InChI=1S/C19H17CI2N3055/c1- YFAGHNZHGGCZA
HF"'I " CC=C2CI)CI)N[C@H](C3=0)[C  7-10(12(23-29-7)11-8(20)5-4-6-  X-JKIFEVAISA-N
«WHH#H B @](SCA(C)C)([HIN3[C@H]4C  9(11)21)15(25)22-13-16(26)24-
E:\I'__ /! & N ol (0)=0 14(18(27)28)19(2,3)30-
i e ~ 17(13)24/h4-6,13-14,17H,1-
\‘wa_.' CoH 3H3,(H,22,25)(H,27,28)/t13-
,14+,17-/m1/s1
flucloxacillin 2.16 0=C(C1=C(C)ON=C1C2=C(C=  InChI=1S/C19H17CIFN3055/c1- UIOFUWFRIANQP
"F' I H OH CC=C2F)CI)N[C@H](C3=0)[C  7-10(12(23-29-7)11-8(20)5-4-6-  C-JKIFEVAISA-N
- N 3 @](SCA(C)C)([H)N3[C@H]4C  9(11)21)15(25)22-13-16(26)24-
o, Lr l"l_ T el (0)=0 14(18(27)28)19(2,3)30-
F‘ ~F M 17(13)24/h4-6,13-14,17H,1-
A CoyH 3H3,(H,22,25)(H,27,28)/t13-
,14+,17-/m1/s1
ampicillin CC(C)(S[C@@]1([C@@H]2N  InChI=1S/C16H19N304S/c1- AVKUERGKIZMTK

2.17 H
i ] H
e _-' -5

C([C@@H](C3=CC=CC=C3)N)
=0)[H])[C@ @H](N1C2=0)C(
0)=0

16(2)11(15(22)23)19-
13(21)10(14(19)24-16)18-
12(20)9(17)8-6-4-3-5-7-8/h3-
7,9-11,14H,17H2,1-
2H3,(H,18,20)(H,22,23)/t9-,10-
,11+,14-/m1/s1

X-NJBDSQKTSA-N




Name # Chemdraw SMILES InChl InChlKey
metampicillin 2.18a HN—, CC(C)(S[C@@]1([C@@H]2N3  InChI=1S/C17H19N304S/c1- GEIXZQNCZIMALB
) i WM . C([C@@H](C4=CC=CC=C4)NC  17(2)12(16(23)24)20- -MCYUEQNJSA-N
.:-..\".. o _
[ - [ * I e 3)=0)[H])[C@@H](N1C2=0)C  14(22)11(15(20)25-17)19-8-18-
N:;-' o Mo ™ (0)=0 10(13(19)21)9-6-4-3-5-7-9/h3-
o E0,H 7,10-12,15,18H,8H2,1-
2H3,(H,23,24)/t10-,11-,12+,15-
/m1/s1
metampicillin 2.18b e CC(C)(S[C@@]1([C@@H]2N3  InChI=1S5/C18H21N3055/c1- UWCDPMDKHWA
b ! H C([C@@H](C4=CC=CC=C4)N(  18(2)13(17(25)26)21- OIL-NFFDBFGFSA-
o '~T-” =_.-5x ) €0)C3)=0)[H])[C@@H](N1C2  15(24)12(16(21)27-18)20-8- N
l I _!:, 1 s =0)C(0)=0 19(9-22)11(14(20)23)10-6-4-3-
SR H-__#
- 0 3 5-7-10/h3-7,11-13,16,22H,8-
COH 9H2,1-2H3,(H,25,26)/t11-,12-
,13+,16-/m1/s1
hetacillin 2.19 0=C1[C@@H](N2C([C@@H]( InChl=1S/C19H23N304S/c1- DXVUYOAEDIXBP
__!..-- €3=CC=CC=C3)NC2(C)C)=0)[  18(2)13(17(25)26)21- Y-NFFDBFGFSA-N
r H,.--ﬂ b "' 2 C@]4([H])N1[C@H](C(C)(S4)  15(24)12(16(21)27-18)22-
- o 8 -
:‘IH | il A €)C(0)=0 14(23)11(20-19(22,3)4)10-8-6-
o L o 5-7-9-10/h5-9,11-13,16,20H,1-
o Z;;.:,EH 4H3,(H,25,26)/t11-,12-,13+,16-
/m1/s1
amoxicillin 2.20 HHs CC(C)(S[C@@]1L([C@@H]I2N  InChI=1S/C16H19N3055/c1- LSQZJLSUYDQPKIJ-
. ..L H H C([C@@H](C3=CC=C(0)C=C3  16(2)11(15(23)24)19- NJBDSQKTSA-N
[‘ TN T N JN)=O)[H))[C@@HI(N1C2=0)  13(22)10(14(19)25-16)18-
WO = (& N - C(0)=0 12(21)9(17)7-3-5-8(20)6-4-
o 3 69- -
oM 7/h3-6,9-11,14,20H,17H2,1

2H3,(H,18,21)(H,23,24)/t9-,10-
,11+,14-/m1/s1




Name # Chemdraw SMILES InChl InChlKey
ampicillin pivoxil 2.21 MH, 0=C(0COC(C(C)(C)C)=0)[C@  InChI=1S5/C22H29N3065/c1- ZEMIJUDPLILVNQ-
. L : H H](N1C2=0)C(C)(S[C@@]1([C  21(2,3)20(29)31-11-30- ZXFNITATSA-N
n =T M -'3,%{ @@H]2NC([C@@H](C3=CC=  19(28)15-22(4,5)32-18-
B NS T CC=C3)N)=0)[H])C 14(17(27)25(15)18)24-
o 5 16(26)13(23)12-9-7-6-8-10-
g 12/h6-10,13-
'._h_ __j_h - 15,18H,11,23H2,1-
O T'“ 5H3,(H,24,26)/t13-,14-,15+,18-
/m1/s1
ciclacillin 2.22 i 0=C(C1(CCCCC1)N)N[C@H](C  InChl=1S/C15H23N304S/c1- HGBLNBBNRORIKI
[ 1 H R 2=0)[C@](SC3(C)C)([HI)N2[C  14(2)9(12(20)21)18- -WCABBAIRSA-N
] FNM_I 5. @H]3C(0)=0 10(19)8(11(18)23-14)17-
e 13(22)15(16)6-4-3-5-7-15/h8-
© Fa 9,11H,3-7,16H2,1-
D ’ ’ ’ ’
C0gH 2H3,(H,17,22)(H,20,21)/8-
,9+,11-/m1/s1
epicillin 2.23 H; CC(C)(S[C@@]1([C@@H]2N InChI=1S/C16H21N304S/c1- RPBAFSBGYDKNR
r ‘?:wia H H 5 C([C@@H](C3=CCC=CC3)N)=  16(2)11(15(22)23)19- G-NJBDSQKTSA-N
r :I;‘ " 0)[H])[C@@H](N1C2=0)C(0)  13(21)10(14(19)24-16)18-
T o Mo =0 12(20)9(17)8-6-4-3-5-7-8/h3-
a oM 4,7,9-11,14H,5-6,17H2,1-
2H3,(H,18,20)(H,22,23)/t9-,10-
,11+4,14-/m1/s1
talampicillin 2.24 ,i".,] CC(C)(S[C@@]1([C@@H]2N  InChI=15/C24H23N3065/c1- SOROUYSPFADXS
B E H . C([C@@H](C3=CC=CC=C3)N)  24(2)17(22(31)33-23-14-11-7-  N-SUWVAFIASA-N
[| - il j _— =0)[H])[C@@H](N1C2=0)C(  6-10-13(14)21(30)32-23)27-
. =R 0C4C5=CC=CC=C5C(04)=0)=  19(29)16(20(27)34-24)26-

(0]

18(28)15(25)12-8-4-3-5-9-
12/h3-11,15-
17,20,23H,25H2,1-
2H3,(H,26,28)/t15-,16-,17+,20-
,23?/m1/s1




Name # Chemdraw SMILES InChl InChlKey
pivmecillinam 2.25 - 0=C([C@@H]IN2[C@@](SC  InChI=15/C21H33N3055/c1- NPGNOVNWUSP
.{' _\ 1(C)C)([H))[C@@H](C2=0)/N  20(2,3)19(27)29-13-28- MDP-
R il W "!__S =C/N3CCCCCC3)0COC(C(C)(C  18(26)15-21(4,5)30-17- UTEPHESZSA-N
’ :l_[ bl )C)=0 14(16(25)24(15)17)22-12-23-
gl 10-8-6-7-9-11-23/h12,14-
o =q 15,17H,6-11,13H2,1-5H3/b22-
g f 12+/t14-,15+,17-/m1/s1
g
bacampicillin 2.26 ,Ig..i 0=C(0C(C)OC(0CC)=0)[C@H  InChI=1S/C21H27N307S/c1-5-  PFOLLRNADZZWE
~ __: E 1(N1C2=0)C(C)(S[C@@]1([C  29-20(28)31-11(2)30-19(27)15-  X-FFGRCDKISA-N
L "J’ T 1% @@HINC([C@@H](C3=CC=  21(3,4)32-18-
- L P CC=C3)N)=0)[H])C 14(17(26)24(15)18)23-
o . 16(25)13(22)12-9-7-6-8-10-
& ""'g 12/h6-11,13-15,18H,5,22H2,1-
L Ji 4H3,(H,23,25)/t11?,13-,14-
T | ,15+,18-/m1/s1
mecillinam 2.27 — 0=C1[C@@H](/N=C/N2CCCC  InChI=1S/C15H23N3035/c1- BWWVAEOLVKTZ
{ ; . CC2)[C@](SC3(C)C)(H)NL[C  15(2)11(14(20)21)18- FQ-ISVUSNJMSA-
L, N, N I @H]3C(0)=0 12(19)10(13(18)22-15)16-9-17- N
T e 7-5-3-4-6-8-17/h9-11,13H,3-
Dﬁ" M- 8H2,1-2H3,(H,20,21)/b16-
CsH 9+/t10-,11+,13-/m1/s1
ampicillin 2.28 MH, 0=C(0CC1=C(0C(01)=0)C)[C  InChI=1S/C21H23N3075/c1- ZKUKMWMSYCIY
medoxomil . ,L_ H H : @H](N2C3=0)C(C)(S[C@@]2  10-12(31-20(28)30-10)9-29- RD-ZXFNITATSA-N
L T T H - ([C@@H]3NC([C@@H](C4=C  19(27)15-21(2,3)32-18-
I B o P C=CC=C4)N)=0)[H])C 14(17(26)24(15)18)23-
o L 16(25)13(22)11-7-5-4-6-8-
{ 11/h4-8,13-15,18H,9,22H2,1-
ke {':'H e 3H3,(H,23,25)/t13-,14-,15+,18-
i I

/m1/s1




Name # Chemdraw SMILES InChl InChlKey
aspoxicillin 2.29 Mo .0 0C(C=C1)=CC=C1[C@@H](N  InChl=1S/C21H27N5075/c1- BHELIUBJHYAEDK-
C[C@H](N)CC(NC)=0)=0)C(  21(2)15(20(32)33)26- OAIUPTLZSA-N
m.T,.P""z N[C@H]2[C@]3([H])N(C2=0)  18(31)14(19(26)34-21)25-
| [C@H](C(C)(S3)C)C(0)=0)=0  17(30)13(9-4-6-10(27)7-5-9)24-
o™ TMH 16(29)11(22)8-12(28)23-3/h4-
N " 7,11,13-15,19,27H,8,22H2,1-
I”' T bl :LI"' e 3H3,(H,23,28)(H,24,29)(H,25,3
i a d M--_f“ - 0)(H,32,33)/t11-,13-,14-
COH ,15+,19-/m1/s1
sultamicillin 2.30 . 0=C(OCOC([C@H]1C(C)(S(=0  InChI=1S/C25H30N40952/c1-  OPYGFNJSCUDTBT
. :[H B oH N[C@@]2(CC(N21)=0)[H])=0  24(2)17(29-20(32)16(21(29)39-  -PMLPCWDUSA-N
I’I “*]' i ;l_.--s"f" )C)=0)[C@H](N3C4=0)C(C)(S  24)27-19(31)15(26)12-8-6-5-7-
- i) e [C@@]3([C@@HIANC([C@@  9-12)22(33)37-11-38-23(34)18-
0 = H](C5=CC=CC=C5)N)=0)[H])C  25(3,4)40(35,36)14-10-
& Co | 13(30)28(14)18/h5-9,14-
e n”ll i 18,21H,10-11,26H2,1-
4H3,(H,27,31)/t14-,15-,16-
—tg' H ,17+,18+,21-/m1/s1
I ™y
carbenicillin 2.31 coH 0=C(C(C(0)=0)C1=CC=CC=C1  InChl=1S/C17H18N2065/c1- FPPNZSSZRUTDAP
e j H H e )N[C@H](C2=0)[C@](SC3(C)C  17(2)11(16(24)25)19- -UWFZAAFLSA-N
[I ] "'] T e )([H)N2[C@H]3C(0)=0 13(21)10(14(19)26-17)18-
o o [ 12(20)9(15(22)23)8-6-4-3-5-7-
a 0. 8/h3-7,9-11,14H,1-
2H3,(H,18,20)(H,22,23)(H,24,2
5)/t9?,10-,11+,14-/m1/s1
carbenicillin 2.32 -, 0=C(C(C(0C1=CC=C2CCCC2=  InChl=1S/C26H26N2065/c1- JIRBAUWICKGBFE-
indanyl J: 2 C€1)=0)C3=CC=CC=C3)N[C@H  26(2)20(24(31)32)28- MNRDOXJOSA-N

1(C4=0)[C@](SC5(C)C)([H])N4
[C@HI5C(0)=0

22(30)19(23(28)35-26)27-
21(29)18(15-7-4-3-5-8-
15)25(33)34-17-12-11-14-9-6-
10-16(14)13-17/h3-5,7-8,11-
13,18-20,23H,6,9-10H2,1-
2H3,(H,27,29)(H,31,32)/t18?,1
9-,20+,23-/m1/s1




Name # Chemdraw SMILES InChl InChlKey
sulbenicillin 2.33 — 0=C([C@@H](C1=CC=CC=C1) InChI=1S/C16H18N20752/cl-  JETQIUPBHQNHN
i J HoH 5(=0)(0)=0)N[C@H](C2=0)[C  16(2)11(15(21)22)18- Z-NJBDSQKTSA-N
[y T '\—'l-"Exga @](SC3(C)C)([HI)N2[C@HI3C  13(20)9(14(18)26-16)17-
2 ¥ ;;—M-- A (0)=0 12(19)10(27(23,24)25)8-6-4-3-

i B 5-7-8/h3-7,9-11,14H,1-
2H3,(H,17,19)(H,21,22)(H,23,2
4,25)/t9-,10-,11+,14-/m1/s1

carbenicillin phenyl  2.34 o 0=C(C(C(OC1=CC=CC=C1)=0)  InChI=15/C23H22N2065/c1- NZDASSHFKWDBB
L: | €2=CC=CC=C2)N[C@H](C3=0  23(2)17(21(28)29)25- U-KVMCETHSSA-N
= )[C@](SCA(C)C)([HN3[C@H]  19(27)16(20(25)32-23)24-
4C(0)=0 18(26)15(13-9-5-3-6-10-
S 13)22(30)31-14-11-7-4-8-12-
- i noH g 14/h3-12,15-17,20H,1-
ﬂ HT ] [ 2H3,(H,24,26)(H,28,29)/t152,1
o 2 e & Wt 6-,17+,20-/m1/s1
CouH
ticarcillin 2.35 H 0=C([C@H](C(0)=0)C1=CSC=  InChI=1S/C15H16N20652/cl-  OHKOGUYZIXTSFX
io H o CL)N[C@H](C2=0)[C@](SC3(  15(2)9(14(22)23)17- ~KZFFXBSXSA-N
{ﬁll"e hidl ; '5\.‘__.-' C)C)([H])N2[C@H]3C(0)=0 11(19)8(12(17)25-15)16-
g— @ N/ 10(18)7(13(20)21)6-3-4-24-5-
0 ahld 6/h3-5,7-9,12H,1-
: 2H3,(H,16,18)(H,20,21)(H,22,2
3)/t7-,8-,9+,12-/m1/s1
temocillin 2.36 COMH  OMe 0=C(C(C(0)=0)C1=CSC=C1)N  InChl=1S/C16H18N20752/cl-  BVCKFLIARNKCSS-
F-L, |;4I H [C@@](C2=0)(0C)[C@](SC3(  15(2)9(12(22)23)18- DWPRYXJFSA-N
(— "fr T "Exh_,- C)C)([H])N2[C@H]3C(0)=0 13(24)16(25-3,14(18)27-15)17-
g— 0 Mo 10(19)8(11(20)21)7-4-5-26-6-
o EoH 7/h4-6,8-9,14H,1-

3H3,(H,17,19)(H,20,21)(H,22,2
3)/t8?,9-,14+,16-/m0/s1




Name # Chemdraw SMILES InChl InChlKey
azlocillin 2.37 HN—, O=C([C@H](NC(N1CCNC1=0)  InChl=1S/C20H23N5065/c1- JTWOMNBEOCYF
;{_ b =0)C2=CC=CC=C2)N[C@H]3[  20(2)13(17(28)29)25- NV-NFFDBFGFSA-
07 "N C@]4([H])N(C3=0)[C@H](C(C  15(27)12(16(25)32-20)22- N

)(54)C)C(0)=0

14(26)11(10-6-4-3-5-7-10)23-
19(31)24-9-8-21-18(24)30/h3-
7,11-13,16H,8-9H2,1-
2H3,(H,21,30)(H,22,26)(H,23,3
1)(H,28,29)/t11-,12-,13+,16-
/m1/s1

mezlocillin 2.38 MelyS
Y

0=C([C@H](NC(N1CCN(C1=0
)S(=0)(C)=0)=0)C2=CC=CC=C
2)N[C@H]3[C@]4([H])N(C3=
O)[C@H](C(C)(S4)C)C(0)=0

InChl=1S/C21H25N50852/c1-
21(2)14(18(29)30)26-
16(28)13(17(26)35-21)22-
15(27)12(11-7-5-4-6-8-11)23-
19(31)24-9-10-
25(20(24)32)36(3,33)34/h4-
8,12-14,17H,9-10H2,1-
3H3,(H,22,27)(H,23,31)(H,29,3

YPBATNHYBCGSS
N-
VWPFQQQWSA-N

[} - 13- -
Eom 0)/t12-,13-,14+,17-/m1/s1
piperacillin 2.39 Et 0=C([C@H](NC(N1ICCN(C(C1  InChI=1S/C23H27N5075/c1-4-  IVBHGBMCVLDM
U, M. =0)=0)CC)=0)C2=CC=CC=C2)  26-10-11- KU-GXNBUGAJSA-
j | N[C@H]I3[C@]4([H])N(C3=0)  27(19(32)18(26)31)22(35)25- N
o~ “ril’ [C@H](C(C)(54)C)C(0)=0 13(12-8-6-5-7-9-12)16(29)24-
3 14-17(30)28-
0% "N (30)
T now 15(21(33)34)23(2,3)36-
e “Tr"m 8, 20(14)28/h5-9,13-15,20H,4,10-
[« r o )_ s 11H2,1-
i M-
o 1 3H3,(H,24,29)(H,25,35)(H,33,3
COH 4)/t13-,14-,15+,20-/m1/s1

10



Name # Chemdraw SMILES InChl InChlKey
apalcillin 2.40 0=C(N[C@H]1[C@]2([H])N(C  InChI=1S/C25H23N5065/c1- XMQVYNAURODY
1=0)[C@H](C(C)(S2)C)C(0)=  25(2)19(24(35)36)30- CQ-SLFBBCNNSA-
0)[C@H](NC(C(C=N3)=C(0)C  22(34)17(23(30)37-25)29- N
4=C3C=CC=N4)=0)C5=CC=CC  21(33)15(12-7-4-3-5-8-12)28-
=C5 20(32)13-11-27-14-9-6-10-26-
16(14)18(13)31/h3-
H H 11,15,17,19,23H,1-
e Ny : g 2H3,(H,27,31)(H,28,32)(H,29,3
[H_ j g = 3)(H,35,36)/t15-,17-,19+,23-
e ::i"':? H"':: /m1/s1
CoyH
7- 7-ACA H N[C@H](C1=0)[C@]2([H])N1  InChl=1S/C10H12N2055/c1- HSHGZXNAXBPPD
aminocephalospor Halta, "r*5~l C(C(0)=0)=C(COC(C)=0)CS2  4(13)17-2-5-3-18-9- L-HZGVNTEJSA-N
anic acid P N 2(;;)2(14)12(9)7(5)10(15)1e/h
CigH 3,11H2,1H3,(H,15,16)/t6-,9-
/m1/s1
cephalosporin C 2.41 ML, n H oo N[C@@H](C(0)=0)CCCC(N[C  InChl=1S/C16H21N308S/c1- HOKIDJSKDBPKTQ
T e "-* B T @H](C1=0)[C@]2([H])N1IC(C(  7(20)27-5-8-6-28-14- -GLXFQSAKSA-N
HH; o N. b 0)=0)=C(COC(C)=0)CS2)=0 11(13(22)19(14)12(8)16(25)26)
o [ 18-10(21)4-2-3-
CiyH 9(17)15(23)24/h9,11,14H,2-
6,17H2,1H3,(H,18,21)(H,23,24)
(H,25,26)/t9-,11-,14-/m1/s1
cefalotin 2.42 u H 0=C(CC1=CC=CS1)N[C@H]2[  InChl=1S5/C16H16N20652/c1-  XIURVHNZVLADC
ﬁulr‘““ﬂ’ 3 C@]3([H])N(C(C(0)=0)=C(CO  8(19)24-6-9-7-26-15- M-IUODEOHRSA-
b o Nl _ane C(C)=0)CS3)C2=0 12(14(21)18(15)13(9)16(22)23) N
a 17-11(20)5-10-3-2-4-25-10/h2-

4,12,15H,5-
7H2,1H3,(H,17,20)(H,22,23)/t1
2-,15-/m1/s1
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Name

Chemdraw

SMILES

InChl

InChlKey

cefaloridine

2.43

o~ e
o T A &)

0=C1N2C(C(0)=0)=C(C[N+]3
=CC=CC=C3)CS[C@]2([H])[C
@@H]1INC(CC4=CC=CS4)=0

InChl=1S/C19H17N30452/c23-
14(9-13-5-4-8-27-13)20-15-
17(24)22-16(19(25)26)12(11-
28-18(15)22)10-21-6-2-1-3-7-
21/h1-8,15,18H,9-11H2,(H-
,20,23,25,26)/p+1/t15-,18-
/m1/s1

CZTQZXZIADLWOZ
-CRAIPNDOSA-O

cefaloglycin

2.44

N[C@H](C1=CC=CC=C1)C(N[
C@H](C2=0)[C@]3([H])N2C(
C(0)=0)=C(COC(C)=0)CS3)=0

InChl=1S/C18H19N3065/c1-
9(22)27-7-11-8-28-17-
13(16(24)21(17)14(11)18(25)2
6)20-15(23)12(19)10-5-3-2-4-6-
10/h2-6,12-13,17H,7-
8,19H2,1H3,(H,20,23)(H,25,26)
/t12-,13-,17-/m1/s1

FUBBGQLTSCSAO
N-PBFPGSCMSA-N

cefalexin

2.45

0=CIN2[C@@](SCC(C)=C2C(
0)=0)([H])[C@ @H]INC([C@
@H](C3=CC=CC=C3)N)=0

InChl=1S/C16H17N304S/c1-8-
7-24-15-
11(14(21)19(15)12(8)16(22)23)
18-13(20)10(17)9-5-3-2-4-6-
9/h2-6,10-
11,15H,7,17H2,1H3,(H,18,20)(
H,22,23)/t10-,11-,15-/m1/s1

ZAIPMKNFIOOWC
Q-UEKVPHQBSA-
N

cefacetrile

2.46

0=C(CC#N)N[C@H](C1=0)[C
@]2([H])N1C(C(0)=0)=C(COC
(C)=0)cs2

InChl=1S/C13H13N306S/c1-
6(17)22-4-7-5-23-12-9(15-
8(18)2-3-
14)11(19)16(12)10(7)13(20)21/
h9,12H,2,4-
5H2,1H3,(H,15,18)(H,20,21)/t9-
,12-/m1/s1

RRYMAQUWDLIU
PV-BXKDBHETSA-
N

cefazolin

2.47

0=C(CN1C=NN=N1)N[C@H](
€2=0)[C@]3([H])N2C(C(0)=0
)=C(CSC4=NN=C(54)C)CS3

InChl=1S/C14H14N804S3/c1-
6-17-18-14(29-6)28-4-7-3-27-
12-
9(11(24)22(12)10(7)13(25)26)1
6-8(23)2-21-5-15-19-20-
21/h5,9,12H,2-
4H2,1H3,(H,16,23)(H,25,26)/t9-
,12-/m1/s1

MLYYVTUWGNUIB
-BXKDBHETSA-N
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Name # Chemdraw SMILES InChl InChlKey
cefradine 2.48 0=CIN2[C@@](SCC(C)=C2C(  InChl=1S/C16H19N304S/c1-8-  RDLPVSKMFDYCO
e iﬂl |:: H 0)=0)([H])[C@@H]INC([C@  7-24-15- R-UEKVPHQBSA-N
™ .
% T 'l ‘L @H](C3=CCC=CC3)N)=0 11(14(21)19(15)12(8)16(22)23)
2, o N e, 18-13(20)10(17)9-5-3-2-4-6-
Q 9/h2-3,6,10-11,15H,4-
COsH 5,7,17H2,1H3,(H,18,20)(H,22,2
3)/t10-,11-,15-/m1/s1
cefapirin 2.49 ” 0=C(CSC1=CC=NC=C1)N[C@  InChI=1S/C17H17N30652/c1-  UQLLWWBDSUHN
"O\ H H H](C2=0)[C@]3([H])N2C(C(0)  9(21)26-6-10-7-28-16- EB-CZUORRHYSA-
= a"ﬂ“r’” : B =0)=C(COC(C)=0)CS3 13(15(23)20(16)14(10)17(24)2 N
| [ l 5)19-12(22)8-27-11-2-4-18-5-3-
a M. OAD
o T o 11/h2-5,13,16H,6-
£,H 8H2,1H3,(H,19,22)(H,24,25)/t1
3-,16-/m1/s1
cefadroxil 2.50 hH; N[C@H](C1=CC=C(C=C1)0)C(  InChl=1S/C16H17N3055/c1-7-  BOEGTKLIZSQCCD
H H ¢ N[C@H](C2=0)[C@]3([H])N2  6-25-15- -UEKVPHQBSA-N
. .
= I “‘l C(C(0)=0)=C(C)CS3)=0 11(14(22)19(15)12(7)16(23)24)
- a M. 18-13(21)10(17)8-2-4-9(20)5-3-
a | 8/h2-5,10-
CO0gH 11,15,20H,6,17H2,1H3,(H,18,2
1)(H,23,24)/t10-,11-,15-/m1/s1
cefroxadine 2.51 NE4, N[C@H](C1=CCC=CC1)C(N[C  InChI=1S/C16H19N305S/c1- RDMOROXKXONC
n H oo @H](C2=0)[C@]3([H])N2C(C(  24-9-7-25-15- AL-UEKVPHQBSA-
o . —0)= -
r‘ \L 0)=0)=C(0C)CS3)=0 11(14(21)19(15)12(9)16(22)23) N
= o ,)—u o 18-13(20)10(17)8-5-3-2-4-6-
T Dt
o 8/h2-3,6,10-11,15H,4-
CogH 5,7,17H2,1H3,(H,18,20)(H,22,2
3)/t10-,11-,15-/m1/s1
cefamandole 2.52 OCHO H=N 0=C([C@@H](C1=CC=CC=C1)  InChl=1S/C19H18N60652/cl-  RRIHESVQVSRQEX
H H - I = = - 222-23- 8-11-7- R .
nafate __,;-HH_;L 4 5. e s OC=0)N[C@H](C2=0)[C@]3(]  24-19(21-22-23-24)33-8-11-7-  -SUYBPPKGSA-N
| T Y H])N2C(C(0)=0)=C(CSC4=NN  32-17-
= o M. B =NNA4C)CS3 12(16(28)25(17)13(11)18(29)3
a 1 0)20-15(27)14(31-9-26)10-5-3-
CO.H

2-4-6-10/h2-6,9,12,14,17H,7-
8H2,1H3,(H,20,27)(H,29,30)/t1
2-,14-,17-/m1/s1
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Name # Chemdraw SMILES InChl InChlKey
cefuroxime 2.53 _OMs 0=C(/C(C1=CC=CO1)=N\OC)  InChI=15/C16H16N408S/c1- JFPVXVDWJQMIE
j‘i H W N[C@H](C2=0)[C@]3([H])N2  26-19-9(8-3-2-4-27-8)12(21)18-  E-IZRZKIBUSA-N
(r.:;u.l.e " LB Qg Mg C(C(0)=0)=C(COC(N)=0)CS3  10-13(22)20-11(15(23)24)7(5-
Voo o | 28-16(17)25)6-29-14(10)20/h2-
d o 0 4,10,14H,5-
Cow 6H2,1H3,(H2,17,25)(H,18,21)(H
123,24)/619-9-/t10-,14-/m1/s1
cefoxitin 2.54 = 0=C(CC1=CC=CS)N[C@]2([C  InChI=1S/C16H17N307S2/cl-  WZOZEZRFICIXNZ
- @]3([H])N(C(C(0)=0)=C(CS3)  25-16(18-10(20)5-9-3-2-4-27-  -ZBFHGGIFSA-N
C W ome COC(N)=0)C2=0)0C 9)13(23)19-11(12(21)22)8(6-
S M T8 Oy NH, 26-15(17)24)7-28-14(16)19/h2-
|I;!. | [H | Y 4,14H,5-
o "Hff* e 7H2,1H3,(H2,17,24)(H,18,20)(H
CaH 121,22)/t14-,16+/m1/s1
cefaclor 2.55 Hy 0=CIN2[C@@](SCC(CI)=C2C(  InChI=15/C15H14CIN304S/c16- QYIYFLOTGYLRGG
i H H 5 0)=0)([H))[C@@H]INC([C@  8-6-24-14- -GPCCPHFNSA-N
e -
P i M @H](C3=CC=CC=C3)N)=0 10(13(21)19(14)11(8)15(22)23)
- M 18-12(20)9(17)7-4-2-1-3-5-
2 T 7/h1-5,9-
COH 10,14H,6,17H2,(H,18,20)(H,22,
23)/t9-,10-,14-/m1/s1
cefatrizine 2.56 Hy H=N N[C@H](C1=CC=C(C=C1)0)C(  InChI=1S/C18H18N60552/c19- UOCIDOLVGGIYIQ
t HoH Yai N[C@H](C2=0)[C@]3([H])N2  12(8-1-3-10(25)4-2-8)15(26)21-  -PBFPGSCMSA-N
L . )
| T "“—| C(C(0)=0)=C(CSC4=CN=NN4)  13-16(27)24-14(18(28)29)9(7-
L 0 SN =l 8 €S3)=0 31-17(13)24)6-30-11-5-20-23-
%] 22-11/h1-5,12-13,17,25H,6-
CouH 7,19H2,(H,21,26)(H,28,29)(H,2
0,22,23)/t12-,13-,17-/m1/s1
cefmetazole 2.57 H=N 0=C(CSCCHN)N[C@]1([C@]2(  InChI=1S/C15H17N70553/cl-  SNBUBQHDYVFSQ
HooMe N N [H])N(C(C(0)=0)=C(CS2)CSC3  21-14(18-19-20-21)30-6-8-5- F-HIFRSBDPSA-N
jf\“:'[ o H“‘l T =NN=NN3C)C1=0)0C 29-13-15(27-2,17-9(23)7-28-4-
o T 5 3-
NG d i

16)12(26)22(13)10(8)11(24)25/
h13H,4-7H2,1-
2H3,(H,17,23)(H,24,25)/t13-
,15+4/m1/s1
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Name # Chemdraw SMILES InChl InChlKey
cefotetan 2.58 CONH 0=C(C1S/C(S1)=C(C(0)=0)\C(  InChI=1S/C17H17N70854/c1-  SRZNHPXWXCNN
N)=O)N[C@]2([C@]3([H])N(C  23-16(20-21-22-23)34-4-5-3- DU-IXOPCIAXSA-N
HO,E™ ™ E'.H H ome o (C(0)=0)=C(CS3)CSC4=NN=N  33-15-17(32-
B -r* ! [3_3-- o N4C)C2=0)0C 2,14(31)24(15)7(5)11(29)30)19
o N.:_l.-__-_']-_ 5 -9(26)13-35-12(36-
o [ 13)6(8(18)25)10(27)28/h13,15
GO H,3-4H2,1-
2H3,(H2,18,25)(H,19,26)(H,27,
28)(H,29,30)/b12-6-/t13?,15-
,17+/m1/s1
cefbuperazone 2.59 e 0=C([C@H](NC(NICCN(C(C1  InChl=1S/C22H29N90952/c1-  SMSRCGPDNDCXF
Q. .M =0)=0)CC)=0)[C@H](C)O)N[  5-29-6-7- R-CYWZMYCQSA-
I j C@]2([C@I3([H]N(C(C(0)=0  30(16(35)15(29)34)20(39)23- N
g M )=C(CS3)CSC4=NN=NN4C)C2=  12(10(2)32)14(33)24-22(40-
n:-';L‘HH _—_— 0)oc 4)18(38)31-13(17(36)37)11(8-
] n oMo . 41-19(22)31)9-42-21-25-26-27-
- T j__;*_ ] \[-' 28(21)3/h10,12,19,32H,5-
H 9H2,1-
aH o N 8 /
o 4H3,(H,23,39)(H,24,33)(H,36,3
COH 7)/t10-,12+,19+,22-/m0/s1
cefminox 2.60 HOSE. N, N[C@H](CSCC(N[C@]1([C@]  InChl=15/C16H21N70753/cl-  JSDXOWVAHXDYC
2([H])N(C(C(0)=0)=C(CS2)CS  22-15(19-20-21-22)33-4-7-3- U-VXSYNFHWSA-
\I\ﬁ ik C3=NN=NN3C)C1=0)0C)=0)  32-14-16(30- N
[H 0 one B o . hide C(0)=0 2,13(29)23(14)10(7)12(27)28)1
r’ - " H] T 8-9(24)6-31-5-
0 Mo 8 8(17)11(25)26/h8,14H,3-
o T ™ 6,17H2,1-
CaH 2H3,(H,18,24)(H,25,26)(H,27,2
8)/t8-,14-,16+/m1/s1
cefuzonam 2.61 _Ohle 0=C(/C(C1=CSC(N)=N1)=N\O  InChI=1S/C16H15N70554/cl-  CXHKZHZLDMQGF
. . H=H C)N[C@H](C2=0)[C@]3([H])  28-21-9(7-5-31-16(17)19- F-ZSDSSEDPSA-N
M /| M -5, £ N2C(C(0)=0)=C(CSC4=CN=NS  7)12(24)20-10-13(25)23-

4)CS3

11(15(26)27)6(4-30-
14(10)23)3-29-8-2-18-22-32-
8/h2,5,10,14H,3-
4H2,1H3,(H2,17,19)(H,20,24)(H
,26,27)/b21-9-/t10-,14-/m1/s1




Name # Chemdraw SMILES InChl InChlKey
cefuroxime axetil  2.62 Oike 0=C(C1=C(COC(N)=0)CS[C@  InChI=15/C20H22N4010S/c1-  KEJCWVGMRLCZQ
’:'I Hoow @]([C@@H)2NC(/C(C3=CC=C  9(25)33-10(2)34-19(28)15- Q-YJBYXUATSA-N
h__-.ﬁ,fh-",- "-\_'l,, 5. ﬂ*i"HH’ 03)=N\OC)=0)([H])N1C2=0)  11(7-32-20(21)29)8-35-18-
bl o N ik 0C(0C(C)=0)C 14(17(27)24(15)18)22-
E;“ﬁ'_ T e 16(26)13(23-30-3)12-5-4-6-31-
,l 12/h4-6,10,14,18H,7-8H2,1-
a7 o 3H3,(H2,21,29)(H,22,26)/b23-
*"L‘m.-: 13-/t10?,14-,18-/m1/s1
cefprozil Zisomer  2.63a KHy N[C@H](C1=CC=C(C=C1)0)C(  InChI=1S/C18H19N3055/c1-2-  WDLWHQDACQU
I B H 5 N[C@H](C2=0)[C@]3([H])N2  3-10-8-27-17- CJR-AGGBKSKLSA-
f T hid T ] 1 C(C(0)=0)=C(/C=C\C)CS3)=0  13(16(24)21(17)14(10)18(25)2 N
T o M._oh 6)20-15(23)12(19)9-4-6-
a T 11(22)7-5-9/h2-7,12-
COH 13,17,22H,8,19H2,1H3,(H,20,2
3)(H,25,26)/b3-2-/t12-,13-,17-
/m1/s1
cefprozil Eisomer  2.63b H, N[C@H](C1=CC=C(C=C1)0)C(  InChI=1S/C18H19N3055/c1-2-  WDLWHQDACQU
o 1 H H e N[C@H](C2=0)[C@]3([H)N2  3-10-8-27-17- CIR-
i T_’f T :1 r l C(C(0)=0)=C(/C=C/C)CS3)=0  13(16(24)21(17)14(10)18(25)2  ZAMMOSSLSA-N
s D N e, o 6)20-15(23)12(19)9-4-6-
a T 11(22)7-5-9/h2-7,12-
CoM 13,17,22H,8,19H2,1H3,(H,20,2
3)(H,25,26)/b3-2+/t12-,13-,17-
/m1/s1
cefsulodin 2.64 SO.H 0=C([C@H](5(=0)(0)=0)C1=  InChI=15/C22H20N40852/c23-  SYLKGLMBLAAGS
e Jm #_H F'!,rh e CON CC=CC=C1)N[C@H](C2=0)[C  18(27)13-6-8-25(9-7-13)10-14-  C-QLVMHMETSA-
| j | j'_ ,l O @13([H])N2C(C(0)=0)=C(CIN  11-35-21- )
- 0 M. ol M +]4=CC=C(C(N)=0)C=C4)CS3  15(20(29)26(21)16(14)22(30)3

Q

1)24-19(28)17(36(32,33)34)12-
4-2-1-3-5-12/h1-
9,15,17,21H,10-11H2,(H4-
,23,24,27,28,30,31,32,33,34)/p
+1/t15-,17-,21-/m1/s1
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Name # Chemdraw SMILES InChl InChlKey
cefotaxime 2.65 _OMe 0=C1[C@@H](NC(/C(C2=CSC  InChI=1S/C16H17N50752/cl-  GPRBEKHLDVQU)
’i‘i' H H (N)=N2)=N\OC)=0)[c@@]3(] ~ 6(22)28-3-7-4-29-14- E-QSWIMTSFSA-N
E,ai-.h.;r,-’ H,_l.-- H - H])SCC(COC(C)=0)=C(C(0)=0  10(13(24)21(14)11(7)15(25)26)
"=n 0 J—”~. _#l ok JN31 19-12(23)9(20-27-2)8-5-30-
Htt a T ™ 16(17)18-8/h5,10,14H,3-4H2,1-
CigH 2H3,(H2,17,18)(H,19,23)(H,25,
26)/b20-9-/t10-,14-/m1/s1
cefoperazone 2.66 El O=C([C@H](NC(NICCN(C(C1  InChl=1S/C25H27N908S2/cl-  GCFBRXLSHGKWD
O Mo =0)=0)CC)=0)C2=CC=C(0)C=  3-32-8-9- P-XCGNWRKASA-
I J C2)N[C@H](C3=0)[C@]4([H])  33(21(39)20(32)38)24(42)27- N
o= N N3C(C(0)=0)=C(CSC5=NN=N  15(12-4-6-14(35)7-5-
. NSC)CS4 12)18(36)26-16-19(37)34-
1 8 . = 17(23(40)41)13(10-43-
L,a"ur Hlf’“‘)—'-[_..ﬁh M., Mble 22(16)34)11-44-25-28-29-30-
| S J 31(25)2/h4-7,15-
Ho SO o T 16,22,35H,3,8-11H2,1-
o 2H3,(H,26,36)(H,27,42)(H,40,4
1)/t15-,16-,22-/m1/s1
cefotiam 2.67 N—h  MMa 0=C(CC1=CSC(N)=N1)N[C@H  InChi=15/C18H23N904S3/cl-  QYQDKDWGWDO
Py HoY e Wom E 1(C2=0)[C@]3([H])N2C(C(0)=  25(2)3-4-26-18(22-23-24- FFU-
ST '“—|" 1 N = 0)=C(CSC4=NN=NN4CCN(C)C  26)34-7-9-6-32-15- IUODEOHRSA-N
h oL /1 N, =t B )CS3 12(14(29)27(15)13(9)16(30)31)
HaM {0 21-11(28)5-10-8-33-17(19)20-
CoH 10/h8,12,15H,3-7H2,1-
2H3,(H2,19,20)(H,21,28)(H,30,
31)/t12-,15-/m1/s1
ceftizoxime 2.68 _Obbe 0=C1[C@@H](NC(/C(C2=CSC  InChI=15/C13H13N50552/cl-  NNULBSISHYWZIU
N

.:5__ I o P M. =
HaN o [
eiH

(N)=N2)=N\OC)=0)[C@]3([H]
JN1C(C(0)=0)=CCS3

23-17-7(5-4-25-13(14)15-
5)9(19)16-8-10(20)18-
6(12(21)22)2-3-24-
11(8)18/h2,4,8,11H,3H2,1H3,(
H2,14,15)(H,16,19)(H,21,22)/b
17-7-/t8-,11-/m1/s1

-LLKWHZGFSA-N
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Name # Chemdraw SMILES InChl InChlKey
ceftriaxone 2.69 & 0=C1[C@@H](NC(/C(C2=CSC _ InChI=15/C18H18N80753/cl-  VAAUVRVFOQPIGI
Ok 0. ,-"L (N)=N2)=N\OC)=0)[C@]3([H]  25-18(22-12(28)13(29)23- SPQHTLEESA-N
ﬁ H n o ";-H )N1C(C(0)=0)=C(CSC4=NC(C(  25)36-4-6-3-34-15-
My 3B N hiMe NN4C)=0)=0)CS3 9(14(30)26(15)10(6)16(31)32)2
& 1 I j_ ) 1-11(27)8(24-33-2)7-5-35-
Hiﬂf’“” o a No g o8 17(19)20-7/h5,9,15H,3-4H2,1-
CouH 2H3,(H2,19,20)(H,21,27)(H,23,
29)(H,31,32)/b24-8-/t9-,15-
/m1/s1
cefmenoxime 2.70 _OMe 0=C1[C@@H](NC(/C(C2=C5C  InChI=15/C16H17N90553/c1-  HJIDBAOLQAWB
. HoWo, rfu:ﬂum (N)=N2)=N\OC)=0)[C@@]3(I  24-16(20-22-23-24)33-4-6-3- MH-YCRCPZNHSA-
& I . T H])SCC(CSC4=NN=NN4C)=C(C ~ 31-13- N
::-_—h.l 8 w_oh_a (0)=0)N31 9(12(27)25(13)10(6)14(28)29)1
o . 9-11(26)8(21-30-2)7-5-32-

i COH 15(17)18-7/h5,9,13H,3-4H2,1-
2H3,(H2,17,18)(H,19,26)(H,28,
29)/b21-8-/t9-,13-/m1/s1

ceftazidime 2.71a OO 0=C1[C@@H](NC(/C(C2=C5C  InChI=15/C21H20N60752/cl-  GDYSUXISQEUHA
(N)=N2)=N\OC(C)C(0)=0)=0)  10(19(30)31)34-25-13(12-9-36-  -FBXRGINPSA-O
N [C@@]3([H])SCC(CIN+]4=CC  21(22)23-12)16(28)24-14-
P A BoH g . =CC=C4)=C(C(0)=0)N31 17(29)27-15(20(32)33)11(8-35-
5 =P o ) |f-'-" "i 18(14)27)7-26-5-3-2-4-6-
= - B NP A 26/h2-6,9-10,14,18H,7-

H.M o [ 8H2,1H3,(H4-

CogH 122,23,24,28,30,31,32,33)/p+1/
b25-13-/t10?,14-,18-/m1/s1
avibactam 2.71b HNDC, 0 0=C(N105(=0)(0)=0)[N@@]  InChI=15/C7H11N3065/c8- NDCUAPJVLWFHH

2C[C@H]1CC[C@H]2C(N)=0

6(11)5-2-1-4-3-
9(5)7(12)10(4)16-
17(13,14)15/h4-5H,1-
3H2,(H2,8,11)(H,13,14,15)/t4-
,5+/m1/s1

B-UHNVWZDZSA-
N

18



Name # Chemdraw SMILES InChl InChlKey
metronidazole 2.71c OH CC1=NC=C([N+]([O- InChl=1S/C6HIN303/c1-5-7-4-  VAOCPAMSLUNL
1)=0)N1CCO 6(9(11)12)8(5)2-3- GC-UHFFFAOYSA-
10/h4,10H,2-3H2,1H3 N
DN M
cefonicid 2.72 i... _— O[C@H](C1=CC=CC=C1)C(N[  InChI=1S/C18H18N608S3/c25-  DYAIAHUQIPBDIP-
e H,-H H oo N C@H](C2=0)[C@I3([H])N2C(  13(9-4-2-1-3-5-9)14(26)19-11-  AXAPSIFSSA-N
I: If I J_ l e “-] C(0)=0)=C(CSC4=NN=NN4CS  15(27)24-12(17(28)29)10(6-33-
N S N. .- 8 SO (=0)(0)=0)CS3)=0 16(11)24)7-34-18-20-21-22-
0 23(18)8-35(30,31)32/h1-
CoyH 5,11,13,16,25H,6-
8H2,(H,19,26)(H,28,29)(H,30,3
1,32)/t11-,13-,16-/m1/s1
ceforanide 2.73 NH, 0=C(CC1=C(CN)C=CC=C1)N[C  InChI=1S/C20H21N70652/c21-  SLAYUXIURFNXPG
H n N=N @H](C2=0)[C@]3([H])N2C(C(  6-11-4-2-1-3-10(11)5-13(28)22-  -CRAIPNDOSA-N
2 aﬁT, o, : B N.}T,.H 0)=0)=C(CSC4=NN=NN4CC(0  15-17(31)27-16(19(32)33)12(8-
F ﬁ[ 4 l | )=0)Cs3 34-18(15)27)9-35-20-23-24-25-
b o N 26(20)7-14(29)30/h1-
COH 4,15,18H,5-
9,21H2,(H,22,28)(H,29,30)(H,3
2,33)/t15-,18-/m1/s1
cefpiramide 2.74 0C(C=C1)=CC=C1[C@@H](N  InChI=1S/C25H24N807S2/c1l-  PWAUCHMQEXVF
,Jh C(C2=CN=C(C=C20)C)=0)C(N  11-7-16(35)15(8-26- JR-PMAPCBKXSA-
NN [C@H](C3=0)[C@]4([H]N3C(  11)20(36)27-17(12-3-5- N
HD’L o C(0)=0)=C(CSC5=NN=NN5C)  14(34)6-4-12)21(37)28-18-
I CS4)=0 22(38)33-19(24(39)40)13(9-41-
HM™ YO N=h 23(18)33)10-42-25-29-30-31-
s ,L E H oo M. NWe 32(25)2/h3-8,17-18,23,34H,9-
j r bl :Ef’ 10H2,1-
HO 2 M _-.-""I"\-\..-'E' 2H3,(H,26,35)(H,27,36)(H,28,3
o En:-ﬂH 7)(H,39,40)/t17-,18-,23-/m1/s1
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Name # Chemdraw SMILES InChl InChlKey
cefixime 2.75 _COH 0=C1[C@@H](NC(/C(C2=CSC  InChI=1S/C16H15N507S2/c1-  OKBVVIOGVLARM
[ (N)=N2)=N\OCC(0)=0)=0)[C  2-6-4-29-14- R-QSWIMTSFSA-N
H,ﬂl @@]3([H])SCC(C=C)=C(C(0)=  10(13(25)21(14)11(6)15(26)27)
| w u O)N31 19-12(24)9(20-28-3-8(22)23)7-
B N - 5-30-16(17)18-
g [
N0 AN o 7/h2,5,10,14H,1,3-
HaM o [ 4H2,(H2,17,18)(H,19,24)(H,22,
CoH 23)(H,26,27)/b20-9-/t10-,14-
/m1/s1
cefpimizole 2.76 i 0=C(C1=C(N=CN1)C(0)=O)N[  InChI=1S/C28H26N601052/c35 LNZMRLHZGOBKA
ﬂ '“'J C@H](C2=CC=CC=C2)C(N[C@  -23(18(16-4-2-1-3-5-16)31- N-KAWPREARSA-
e HO,8 H](C3=0)[C@]4([H])N3C(C(O)  24(36)19-20(27(38)39)30-14- O
|L A ’_H H H A . =0)=C(C[N+]5=CC=C(CCS(=0)  29-19)32-21-25(37)34-
& I 4 il j’ r L T Hj (0)=0)C=C5)CS4)=0 22(28(40)41)17(13-45-
. e T L 26(21)34)12-33-9-6-15(7-10-
CozH o 33)8-11-46(42,43)44/h1-7,9-
Lo 10,14,18,21,26H,8,11-
13H2,(H5-
,29,30,31,32,35,36,38,39,40,41
|42,43,44)/p+1/t18-,21-,26-
/m1/s1
cefteram pivoxil 2.77 _OMa 0=C(OCOC(C1=C(CN2N=C(N=  InChl=1S/C22H27N90752/c1l-  UIYAXIPXULMHAI-
Tl H N2)C)CS[C@@]([C@@H]3NC  10-26-29-30(27-10)6-11-7-39-  JLGRZTKVSA-N
e .Hla-NH"s'" - (/C(C4=CSC(N)=N4)=N\OC)=  18-14(25-16(32)13(28-36-5)12-
i} o | ,-,]. .. 0)([H])N1C3=0)=0)C(C)(C)C  8-40-21(23)24-
il 0 4 ], R 12)17(33)31(18)15(11)19(34)3
7-9-38-
" .-'J'\.cl.-""\- a” H-I:I

20(35)22(2,3)4/h8,14,18H,6-
7,9H2,1-
5H3,(H2,23,24)(H,25,32)/b28-
13-/t14-,18-/m1/s1
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Name

# Chemdraw

SMILES

InChl

InChlKey

cefpodoxime
proxetil

2.78

i
H
H H

Eﬂﬁ-.lfj'“"”rvﬂ _|
;:_—-ri e M. o=l OMa

Hak

o

0=C1[C@@H](NC(/C(C2=CSC
(N)=N2)=N\0C)=0)[C@@]3([
H])scc(coc)=c(c(oc(oc(oc(
C)C)=0)C)=0)N31

InChl=1S/C21H27N50952/c1-
9(2)33-21(30)35-10(3)34-
19(29)15-11(6-31-4)7-36-18-
14(17(28)26(15)18)24-
16(27)13(25-32-5)12-8-37-
20(22)23-12/h8-10,14,18H,6-
7H2,1-
5H3,(H2,22,23)(H,24,27)/b25-
13-/t10?,14-,18-/m1/s1

LTINZAODLRIQIX-
FBXRGJNPSA-N

cefodizime

2.79

0=C1[C@@H](NC(/C(C2=CSC
(N)=N2)=N\OC)=0)[C@®@]3([
H])SCC(CSC4=NC(C)=C(CC(O)
=0)S4)=C(C(0)=0)N31

InChl=1S/C20H20N60754/c1-
7-10(3-11(27)28)37-20(22-
7)36-5-8-4-34-17-
13(16(30)26(17)14(8)18(31)32)
24-15(29)12(25-33-2)9-6-35-
19(21)23-9/h6,13,17H,3-5H2,1-
2H3,(H2,21,23)(H,24,29)(H,27,
28)(H,31,32)/b25-12-/t13-,17-
/m1/s1

XDZKBRJLTGRPSS-
BGZQYGJUSA-N

cefotiam hexetil

2.80

0=C(CC1=CSC(N)=N1)N[C@H
l(C2=0)[Cc@]3([H])N2C(C(OC(
0C(0OC4CCCCC4)=0)C)=0)=C(
€SC5=NN=NN5CCN(C)C)CS3

InChl=1S/C27H37N907S3/c1-
15(42-27(40)43-18-7-5-4-6-8-
18)41-24(39)21-16(13-46-26-
31-32-33-35(26)10-9-
34(2)3)12-44-23-
20(22(38)36(21)23)30-
19(37)11-17-14-45-25(28)29-
17/h14-15,18,20,23H,4-
13H2,1-
3H3,(H2,28,29)(H,30,37)/t15?,
20-,23-/m1/s1

VVFDMWZLBPUK
TD-ZKRNHDOASA-
N

cefdinir

2.81

0=C1[C@@H](NC(/C(C2=CSC
(N)=N2)=N\0)=0)[C@@]3([H
1)SCC(C=C)=C(C(0)=0)N31

InChl=1S/C14H13N50552/c1-
2-5-3-25-12-
8(11(21)19(12)9(5)13(22)23)17
-10(20)7(18-24)6-4-26-
14(15)16-
6/h2,4,8,12,24H,1,3H2,(H2,15,
16)(H,17,20)(H,22,23)/b18-7-
/t8-,12-/m1/s1

RTXOFQZKPXMAL
H-GHXIOONMSA-
N
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Name # Chemdraw SMILES InChl InChlKey
ceftibuten 2.82 COgH 0=CIN2[C@@](SCC=C2C(0)  InChl=1S/C15H14N40652/c16-  UNIJFKXSSGBWRB
| =0)([H])[C@@H]INC(/C(C3=  15-17-7(5-27-15)6(1-2- Z-BJCIPQKHSA-N
H’ H w CSC(N)=N3)=C\CC(0)=0)=0 9(20)21)11(22)18-10-12(23)19-
AN e 8(14(24)25)3-4-26-
8 _ | HT ] 13(10)19/h1,3,5,10,13H,2,4H2,
e O ﬂ,;:- H. = (H2,16,17)(H,18,22)(H,20,21)(H
N t]:-::I;H ,24,25)/b6-1-/t10-,13-/m1/s1
cefetamet pivoxil 2.83 DM 0=C(0COC(C1=C(C)CS[C@@]  InChl=1S/C20H25N50752/c1- DASYMCLQENWCJ
’l‘ H H (IC@@H]2NC(/C(C3=CSC(N)=  9-6-33-16-12(23-14(26)11(24-  G-XUKDPADISA-N
g th..- H "[..-E~. N3)=N\OC)=0)([H])N1C2=0)  30-5)10-7-34-19(21)22-
‘,-—H' n . #__’]_H =0)c(c)(c)C 10)15(27)25(16)13(9)17(28)31-
HN 3¢ T 8-32-
2 ,,Lh E. 18(29)20(2,3)4/h7,12,16H,6,8H
x ] Q o 21-
5H3,(H2,21,22)(H,23,26)/b24-
11-/t12-,16-/m1/s1
cefditoren pivoxil 2.84 oM 0=C(0COC(C1=C(/C=C\C2=C(  InChI=15/C25H28N60753/c1- AFZFFLVORLEPPO
':'i F H O H — Hf:. N=CS2)C)CS[C@@)([C@@H]  12-15(41-10-27-12)7-6-13-8- -UVYINCLZSA-N
Sxﬁ,r,J-mn_.-Ha._ EPRL N N 3NC(/C(C4=CSC(N)=N4)=N\O  39-21-17(29-19(32)16(30-36-
':r—'H' Ly rl ;l _J' C)=0)([H])N1C3=0)=0)C(C)(C  5)14-9-40-24(26)28-
N o ,}f S )C 14)20(33)31(21)18(13)22(34)3
- N 7-11-38-23(35)25(2,3)4/h6-7,9-
gg @ @ D 10,17,21H,8,11H2,1-
5H3,(H2,26,28)(H,29,32)/b7-6-
,30-16-/t17-,21-/m1/s1
cefcapene pivoxil 2.85 — 0O=C1[C@@H](NC(/C(C2=CSC  InChl=1S/C23H29N50852/c1- WVPAABNYMHNF
j H H (N)=N2)=C\CC)=0)[C@@]3(]  5-6-12(13-9-38-21(24)26- JG-QDVBXLKVSA-
E.-"ﬁ-\‘:"*l.-' H-l,--” f B H])SCC(COC(N)=0)=C(C(OCO  13)16(29)27-14-17(30)28- N
:'.'— __M' a ‘;EL C(C(C)(C)C)=0)=0)N31 15(11(7-34-22(25)33)8-37-
Ha 0 4 ] .'I 18(14)28)19(31)35-10-36-
S _.J'I-,_D__--\-\._ g CA0MH; 20(32)23(2,3)4/16,9,14,18H,5,

7-8,10H2,1-
4H3,(H2,24,26)(H2,25,33)(H,27
,29)/b12-6-/t14-,18-/m1/s1
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Name # Chemdraw SMILES InChl InChlKey
cefpirome 2.86 ,-OMn 0=C1[C@@H](NC(/C(C2=CSC  InChI=1S/C22H22N60552/cl-  DKOQGIJHPHLTOJ
LB ow . / I'; (N)=N2)=N\OC)=0)[C@®@]3([  33-26-15(13-10-35-22(23)24-  R-WHRDSVKCSA-
'S 5 \Tf =N H])SCC(CIN+]4=C5C(CCC5)=C  13)18(29)25-16-19(30)28- o)
=N o M. b NY .f_J C=C4)=C(C(0)=0)N31 17(21(31)32)12(9-34-
i o il _ 20(16)28)8-27-7-3-5-11-4-2-6-
CeH 14(11)27/h3,5,7,10,16,20H,2,4,
6,8-9H2,1H3,(H3-
,23,24,25,29,31,32)/p+1/b26-
15-/t16-,20-/m1/s1
cefepime 2.87 _OMa 0=C1[C@@H](NC(/C(C2=CSC  InChI=15/C19H24N60552/cl-  HVFLCNVBZFFHBT
j - (N)=N2)=N\OC)=0)[C@®@]3([  25(5-3-4-6-25)7-10-8-31-17- -ZKDACBOMSA-O
e -Tf My = 5. !.- \ H])SCC(CIN+]4(CCCCA)C)=C(C  13(16(27)24(17)14(10)18(28)2
b s f] R (0)=0)N31 9)22-15(26)12(23-30-2)11-9-
” Hf o 'T“ e 32-19(20)21-11/h9,13,17H,3-
5 COH 8H2,1-2H3,(H3-
,20,21,22,26,28,29)/p+1/b23-
12-/t13-,17-/m1/s1
cefozopran 2.88 Ctde ok 0=C1[C@@H](NC(/C(C2=NS  InChI=15/C19H17N90552/cl-  QDUIICOKQCCXQ
N H H I “m C(N)=N2)=N\OC)=0)[C@@]3  33-24-11(14-23-19(20)35-25-  Y-WHIQOFBOSA-
,”.;,,xu-. I P ) (IH])SCC(C[N+]4=C5N(N=CC=  14)15(29)22-12-16(30)28- o)
51.__.,1 E ; r!; H] e €5)C=C4)=C(C(0)=0)N31 13(18(31)32)9(8-34-
_In' o o R
Hai o 17(12)28)7-26-5-6-27-10(26)3-
COH 2-4-21-27/h2-6,12,17H,7-
8H2,1H3,(H3-
,20,22,23,25,29,31,32)/p+1/b2
4-11-/t12-,17-/m1/s1
cefoselis 2.89 oike HOL 0=C1[C@@H](NC(/C(C2=CSC  InChI=15/C19H22N806S2/cl-  BHXLLRXDAYEMP
H . N MHg (N)=N2)=N\OC)=0)[C@®@]3([  33-24-12(10-8-35-19(21)22- P-SBGRAJFYSA-O
1W=IL- L P - - H])SCC(CIN+]4=CC=C(N)N4CC  10)15(29)23-13-16(30)27-
& 1 | [ l g 0)=C(C(0)=0)N31 14(18(31)32)9(7-34-
;SN o Da’J' Mo oA 17(13)27)6-25-3-2-
Hah COgH 11(20)26(25)4-5-28/h2-

3,8,13,17,20,28H,4-

7H2,1H3,(H4,21,22,23,29,31,32

)/p+1/b24-12-/t13-,17-/m1/s1
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Name # Chemdraw SMILES InChl InChlKey
ceftobiprole 2.90 . 0/N=C(C1=NSC(N)=NI\C(N[  InChI=1S/C26H26N801152/c1-  HFTSMHTWUFCY
medocaril D_.;E’ C@H](C2=0)[C@)3([H])N2C(  10-14(45-26(41)44-10)8-43- MJ-YIOMYIDASA-
{ & C(0)=0)=C(/C=CAC(N([C@H]  25(40)32-4-3-13(7-32)33-5-2- N
gt 5CN(CC5)C(OCC6=C(OC(06)=  11(20(33)36)6-12-9-46-22-
H,E'H N 0)C)=0)CC/4)=0)CS3)=0 16(21(37)34(22)17(12)23(38)3
" iI| H M . : 9)28-19(35)15(30-42)18-29-
= 0 4Nl b ﬁ"ﬂh‘h--- 18/h6,13,16,22,42H,2-5,7-
WM a | T 9H2,1H3,(H,28,35)(H,38,39)(H2
£11,H ¥] ,27,29,31)/b11-6+,30-15-/t13-
,16-,22-/m1/s1
ceftaroline fosamil 291 5 O=C1[C@@H](NC(/C(C2=NS InChI=1S/C22H21N808PS4/c1- ZCCUWMICIWSIIX
e ﬁ,—r!n C(NP(0)(0)=0)=N2)=N\OCC) ~ 3-38-26-13(16-25-21(43-28- -NQUICIBVSA-O
i A =0)[C@]3([H])NIC(C(0)=0)=  16)27-39(35,36)37)17(31)24-
" JL H H g S C(SC4=NC(C5=CC=[N+](C=C5)  14-18(32)30-15(20(33)34)12(9-
Pl ¥ LS,
g T "u—r l N—) C)=C54)CS3 40-19(14)30)42-22-23-11(8-41-
Y=H 0 AN b A S 22)10-4-6-29(2)7-5-10/h4-
HA, o [ W 8,14,19H,3,9H2,1-2H3, (H4-
RO, COzH ,24,25,27,28,31,33,34,35,36,37
)/p+1/b26-13-/t14-,19-/m1/s1
ceftolozane 2.92 . o 0=C1[C@@H](NC(/C(C2=NS  InChI=1S/C23H30N120852/c1l-  JHFNIHVVXRKLEF-
e ”i”a_f'*-»m., C(N)=N2)=N\OC(C)(C)C(0)=0  23(2,20(40)41)43-31-11(15-30-  DCZLAGFPSA-O
HJ;. o )=0)[C@@]3([H])SCC(CIN+]4  21(26)45-32-15)16(36)29-12-
. ,.l oo HN™ 0 =CC(NC(NCCN)=0)=C(N)N4C)  17(37)35-13(19(38)39)9(8-44-
g -~”..- -.__-[,5- Ii'-.%—r-u-l =C(C(0)=0)N31 18(12)35)6-34-7-
}—'hi LI S :JH N & 10(14(25)33(34)3)28-22(42)27-
HM o i = 5-4-24/h7,12,18,25H 4-
C0H 6,8,24H2,1-

3H3,(H7,26,27,28,29,30,32,36,
38,39,40,41,42)/p+1/b31-11-
/t12-,18-/m1/s1
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Name

# Chemdraw

SMILES

InChl

InChlKey

cefiderocol

2.93

iOH

0=C1[C@@H](NC(/C(C2=CSC
(N)=N2)=N\OC(C)(C)C(0)=0)
=0)[C@@]3([H])SCC(CIN+]4(
CCCC4)CCNC(C5=CC=C(0)C(0
)=C5Cl)=0)=C(C(0)=0)N31

InChl=1S/C30H34CIN701052/c
1-30(2,28(46)47)48-36-19(16-
13-50-29(32)34-16)24(42)35-
20-25(43)37-
21(27(44)45)14(12-49-
26(20)37)11-38(8-3-4-9-38)10-
7-33-23(41)15-5-6-
17(39)22(40)18(15)31/h5-
6,13,20,26H,3-4,7-12H2,1-
2H3,(H7-
,32,33,34,35,36,39,40,41,42,44
,45,46,47)/p+1/t20-,26-/m1/s1

DBPPRLRVDVJOCL
-FQRUVTKNSA-O

latamoxef

2.94

0=C(C(C(0)=0)C1=CC=C(0)C
=C1N[C@]2([C@]3([H])N(C(
C(0)=0)=C(C0O3)CSC4=NN=N
N4C)C2=0)0C

InChl=1S/C20H20N609S/c1-
25-19(22-23-24-25)36-8-10-7-
35-18-20(34-
2,17(33)26(18)13(10)16(31)32)
21-14(28)12(15(29)30)9-3-5-
11(27)6-4-9/h3-6,12,18,27H,7-
8H2,1-
2H3,(H,21,28)(H,29,30)(H,31,3
2)/t12?,18-,20+/m1/s1

JWCSIUVGFCSJCK-
CAVRMKNVSA-N

flomoxef

2.95 E

FC(F)SCC(N[C@]1([C@]2([H])
N(C(C(0)=0)=C(C02)CSC3=N
N=NN3CC0)C1=0)0C)=0

InChl=1S/C15H18F2N60752/c1
-29-15(18-8(25)6-31-
13(16)17)11(28)23-
9(10(26)27)7(4-30-12(15)23)5-
32-14-19-20-21-22(14)2-3-
24/h12-13,24H,2-
6H2,1H3,(H,18,25)(H,26,27)/t1
2-,15+/m1/s1

UHRBTBZOWWGK
MK-
DOMZBBRYSA-N

loracarbef

2.96

0=CIN2[C@@](CCC(Cl)=C2C(
0)=0)([H])[C@@H]INC([C@
@H](C3=CC=CC=C3)N)=0

InChl=1S/C16H16CIN304/c17-
9-6-7-10-
12(15(22)20(10)13(9)16(23)24)
19-14(21)11(18)8-4-2-1-3-5-
8/h1-5,10-12H,6-
7,18H2,(H,19,21)(H,23,24)/t10-
,11-,12+/m1/s1

JAPHQRWPEGVN
BT-UTUOFQBUSA-
N

25



Name # Chemdraw SMILES InChl InChlKey
sulfazecin 2.97 o o - 0=C([C@@](C1)(OC)NC(IC@  InChI=15/C12H20N4095/c1- MOBOUQJWGBV
__JL__ _ﬁ___f_,l._ . N @H](C)NC(CC[C@@H](N)C(O  6(14-8(17)4-3- NCR-
W T | ' }=0)=0)=0)N15(=0)(0)=0 7(13)10(19)20)9(18)15-12(25-  NQYJQULFSA-N
Fube, o M, 2)5-
H
a 90 16(11(12)21)26(22,23)24/h6-
7H,3-5,13H2,1-
2H3,(H,14,17)(H,15,18)(H,19,2
0)(H,22,23,24)/t6-,7-,12-
/m1/s1
SQ 26,180 2.98 H e 0=C([C@@](C1)(OC)NC(C)=0  InChI=15/C6H10N2065/c1- RFAUYXHDQGJQS
'H.l.e-” )N15(=0)(0)=0 4(9)7-6(14-2)3- D-ZCFIWIBFSA-N
,:!, H 8(5(6)10)15(11,12)13/h3H2,1-
o 50, H 2H3,(H,7,9)(H,11,12,13)/t6-
/m1/s1
aztreonam 2.99 0=C([C@HI([C@@H]IC)NC(/  InChI=1S/C13H17N50852/cl-  WZPBZJONDBGPK
- ]L LogH C(C2=CSC(N)=N2)=N\OC(C)(C  5- J-VEHQQRBSSA-N
& )C(0)=0)=0)N15(=0)(0)=0 7(10(20)18(5)28(23,24)25)16-
N ; 9(19)8(6-4-27-12(14)15-6)17-
e LK 26-13(2,3)11(21)22/h4-5,7H,1-
5, —r-lu | j | 3H3,(H2,14,15)(H,16,19)(H,21,
Y= 0 o Mxm ' 22)(H,23,24,25)/b17-8-/t5-,7-
H;MN . /m0/s1
carumonam 2.100 ALELH O=C(N[C@H]1[C@@H](COC( InChl=1S/C12H14N6010S2/c13  UIMOIJFISISIGLV-
i N)=0)N(5(=0)(0)=0)C1=0)/C  -11-15-4(3-29-11)7(17-28-2- JNHMLNOCSA-N
N o (C2=CSC(N)=N2)=N\OCC(O)=  6(19)20)9(21)16-8-5(1-27-
i H ’_|L 0 12(14)23)18(10(8)22)30(24,25)
e M .
& i i r" 0" TNy 26/h3,5,8H,1-
}-:u a N 2H2,(H2,13,15)(H2,14,23)(H,16
H o SE,H ,21)(H,19,20)(H,24,25,26)/b17-
7-/t5-,8+/m1/s1
thienamycin 2.101 . - 0=C1N(C(C(0)=0)=C(SCCN)C  InChI=1S/C11H16N204S/c1- WKDDRNSBRWAN
;.,[_ | . ; 2)[C@@I2(H)IC@@IL(H)  5(14)8-6-4-7(18-3-2- NC-ATRFCDNQSA-
- c@H](0)C 12)9(11(16)17)13(6)10(8)15/h5 N
W
U"'-l:'_ - -6,8,14H,2-
COgH 4,12H2,1H3,(H,16,17)/t5-,6-,8-

/m1/s1
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Name # Chemdraw SMILES InChl InChlKey
imipenem 2.102 aH N — 0=C1N(C(C(0)=0)=C(SCCNC=  InChl=1S/C12H17N304S/c1- ZSKVGTPCRGIANV
JH HH “”H N)C2)[c@@]2(H])[C@@]1([  6(16)9-7-4-8(20-3-2-14-5- -ZXFLCMHBSA-N
/]:I oy H])[C@H](0)C 13)10(12(18)19)15(7)11(9)17/h
g 5-7,9,16H,2-
GO 4H2,1H3,(H2,13,14)(H,18,19)/t
i 6-,7-,9-/m1/s1
cilastatin 2.102a HH; N[C@@H](CSCCCC/C=C(NC([ InChl=1S/C16H26N2055/c1- DHSUYTOATWAVL
) C@]1([H])C(C)(C)C1)=0)/C(O)  16(2)8-10(16)13(19)18- W-
H COeH =0)C(0)=0 12(15(22)23)6-4-3-5-7-24-9- WFVMDLQDSA-N
HH g B 11(17)14(20)21/h6,10-11H,3-
5,7-9,17H2,1-
HLsL 2H3,(H,18,19)(H,20,21)(H,22,2
3)/b12-6-/t10-,11+/m1/s1
relebactam 2.102b !ql 0=C(N10S(=0)(0)=0)[N@ @] InChl=1S/C12H20N406S/c17- SMOBCLHAZXOKD
-I- 2C[C@H]1CC[C@H]2C(NC3C 11(14-8-3-5-13-6-4-8)10-2-1-9- Q-ZJUUUORDSA-N
iH CNCC3)=0 7-15(10)12(18)16(9)22-
-M 23(19,20)21/h8-10,13H,1-
ru fu 7H2,(H,14,17)(H,19,20,21)/t9-
3 ,104/m1/s1
- —=B0uH
panipenem 2.103 oH 0O=C1N(C(C(0)=0)=C(S[C@@ InChl=1S/C15H21N3045/c1- TYMABNNERDVXI
.__.'._EH |':I.-.L = H]J2CN(C(C)=N)CC2)C3)[C@@  7(19)12-10-5- D-DLYFRVTGSA-N
| f — s M IB(HDIC@@]L(HDIC@H](0)  11(13(15(21)22)18(10)14(12)2
5 - -“--;;’ L-:l C 0)23-9-3-4-17(6-9)8(2)16/h7,9-
CO.H 10,12,16,19H,3-6H2,1-
2H3,(H,21,22)/t7-,9+,10-,12-
/m1/s1
betamipron 2.103a ¥ 0=C(NCCC(0)=0)C1=CC=CC= InChl=1S/C10H11NO3/c12- CWXYHOHYCIXYF
Cc1 9(13)6-7-11-10(14)8-4-2-1-3-5- Q-UHFFFAOYSA-N

CigH

8/h1-5H,6-
7H2,(H,11,14)(H,12,13)
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Name # Chemdraw SMILES InChl InChlKey
meropenem 2.104 CONM, CIC@H]IC(S[C@@H]2CN[C  InChI=1S/C17H25N3055/c1-7-  DMINNHOOLUXY
@H](C(N(C)C)=0)C2)=C(C(0)  12- BV-PQTSNVLCSA-
IE-'H H ! rI T =O)N([C@@]L(H])C@@]3([  11(8(2)21)16(23)20(12)13(17(2 N
g | Y H])[C@H](0)C)C3=0 4)25)14(7)26-9-5-10(18-6-
;.5—N--:$:'1 3 9)15(22)19(3)4/h7-
o ! 12,18,21H,5-6H2,1-
COH 4H3,(H,24,25)/t7-,8-,9+,10+,11-
,12-/m1/s1
vaborbactam 2.104a N 0=C(0)C[C@@H]1CC[C@H](  InChI=1S/C12H16BNO5S/c15-  IOOWNWLVCOUU
- NC(CC2=CC=CS2)=0)B(0)01  11(7-9-2-1-5-20-9)14-10-4-3- EX-
o ) . 8(6-12(16)17)19-13(10)18/h1-  WPRPVWTQSA-N
0T 0T T o 2,5,8,10,18H,3-4,6-
7H2,(H,14,15)(H,16,17)/t8-,10-
/m0/s1
ertapenem 2.105 H 0=CIN(C(C(0)=0)=C(S[C@@  InChI=15/C22H25N3075/c1-9-  JUZNIMUFDBICM
O Mo %, COH H]2CN[C@H](C(NC3=CC=CC(  16- -ANEDZVCMSA-N
- 3 [L ) C(0)=0)=C3)=0)C2)[C@@H]  15(10(2)26)20(28)25(16)17(22(
| 4 H '!. W el 40)[C@@]4([H])[C@@]1([H])  31)32)18(9)33-13-7-14(23-8-
il S T [C@H](0)C 13)19(27)24-12-5-3-4-11(6-
/]f_' W 12)21(29)30/h3-6,9-10,13-
o] ! 16,23,26H,7-8H2,1-
CaH 2H3,(H,24,27)(H,29,30)(H,31,3
2)/t9-,10-,13+,14+,15-,16-
/m1/s1
biapenem 2.106 o 0=CIN(C(C(0)=0)=C(SC2C[N  InChI=1S/C15H18N404S/c1-7-  MRMBZHPIVKCO
TH"' i N, +]3=CN=CN3C2)[C@@H]4C)[  11- MA-YJFSRANCSA-
e o~ C@@4(H)C@@IL(H)IC  10(8(2)20)14(21)19(11)12(15(2 O
I @H](0)C 2)23)13(7)24-9-3-17-5-16-6-
" - 18(17)4-9/h5-11,20H,3-4H2,1-
Ci0H 2H3/p+1/t7-,8-,10-,11-/m1/s1
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Name Chemdraw SMILES InChl InChlKey
doripenem H 0=CIN(C(C(0)=0)=C(S[C@@  InChI=1S/C15H24N406S2/c1-  AVAACINZEOAHH
HHOE =N, H]2CN[C@H](CNS(=0)(N)=0)  6-11- E-VFZPANTDSA-N

By " 3,.5“‘

N~

R Y
1
C0H

o

[a]

C2)[C@@H]3C)[C@@]3([HNI
Ce@]1([H])IC@H](0)C

10(7(2)20)14(21)19(11)12(15(2
2)23)13(6)26-9-3-8(17-5-9)4-
18-27(16,24)25/h6-11,17-
18,20H,3-5H2,1-
2H3,(H,22,23)(H2,16,24,25)/t6-
,7-,8+,9+,10-,11-/m1/s1

tebipenem pivoxil

0=C1IN(C(C(OCOC(C(C)(C)C)=
0)=0)=C(SC(C2)CN2C3=NCCS
3)[C@@H]AQ)[C@@]IA([H])IC
@@]1([H))[C@@H](C)0

InChl=1S/C22H31N30652/c1-
11-15-
14(12(2)26)18(27)25(15)16(19(
28)30-10-31-
20(29)22(3,4)5)17(11)33-13-8-
24(9-13)21-23-6-7-32-21/h11-
15,26H,6-10H2,1-5H3/t11-,12-
,14-,15-/m1/s1

SNUDIPVBUUXCD
G-QHSBEEBCSA-N

faropenem IHH . 0=CIN(C(C(0)=0)=C([C@H]2 _ InChI=15/C12H15NO5S/c1- HGGAKXAHAYOLD
AN T 4 CCCO2)S3)[C@@I3(H)[C@  5(14)7-10(15)13- J-FHZUQPTBSA-N
[ @]1([H])[C@H](0)C 8(12(16)17)9(19-11(7)13)6-3-2-
5 Ny 4-18-6/h5-7,11,14H,2-
CoLH 4H2,1H3,(H,16,17)/t5-,6-
,7+,11-/m1/s1
sulopenem QH 0=CIN(C(C(OCOC(C(CC)CC)=  InChI=1S/C19H27NO753/c1-4-  NBPVNGWRLGHU
etzadroxil Ayt 0)=0)=C(SIC@@HI2C[S@+](I  11(5-2)17(23)26-9-27- LH-CSOWVJSESA-
N o- 18(24)14-19(28-12-6-7- N
ﬂh--%’ 5\?—\. 1)CC2)S3)C@@I3(HIC@@  30(25)8-12)29-16-
F=o b 11([H])[C@H](0)C 13(10(3)21)15(22)20(14)16/h1
o o 5" 0-13,16,21H,4-9H2,1-3H3/t10-
,—«TJ‘LH@,#' 2 ,12+,13+,16-,30-/m1/s1
-~
probenecid 0=5(C1=CC=C(C(0)=0)C=C1)( _ InChI=15/C13H19NO4S/c1-3-9-  DBABZHXKTCFAPX

-] COH

N(CCC)CCC)=0

14(10-4-2)19(17,18)12-7-5-
11(6-8-12)13(15)16/h5-8H,3-
4,9-10H2,1-2H3,(H,15,16)

-UHFFFAOYSA-N
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Name # Chemdraw SMILES InChl InChlKey
clavulanic acid 2.111 H 0=C1C[C@]2([H])NL[C@@H]  InChl=1S/C8HINO5/c10-2-1-4-  HZZVIJAQRINQKSD
L O (C(0)=0)/C(02)=C/CO 7(8(12)13)9-5(11)3-6(9)14- -PBFISZAISA-N
. H__;"’_r 4/h1,6-7,10H,2-
! 3H2,(H,12,13)/b4-1-/t6-,7-
CouH /m1/s1
sulbactam 2.112 "o 0=C1C[C@]2([H])N1[C@@H]  InChl=1S/C8H11NO5S/c1- FKENQMMABCR)J
__';é;ﬂ (C(0)=0)C(C)(C)S2(=0)=0 8(2)6(7(11)12)9-4(10)3- MK-RITPCOANSA-
[ e 5(9)15(8,13)14/h5-6H,3H2,1- N
g M= 2H3,(H,11,12)/15-,6+/m1/s1
C0GH
durlobactam 2.112a HMO CC1=C[C@@H]2C[N@@](C(  InChl=1S/C8H11N306S/c1-4-2-  BISPBXFUKNXOQY
\ ¥ N205(=0)(0)=0)=0)[C@@H]  5-3- -RITPCOANSA-N
|]/ =0 1C(N)=0 10(6(4)7(9)12)8(13)11(5)17-
N 18(14,15)16/h2,5-
oE0yH 6H,3H2,1H3,(H2,9,12)(H,14,15,
16)/t5-,6+/m1/s1
tazobactam 2.113 a 0=C1C[C@]2([H])N1[C@@H]  InChI=1S/C10H12N4055/c1- LPQZKKCYTLCDGQ
H =0 (C(0)=0)[C@](C)(CN3C=CN=  10(5-13-3-2-11-12- -WEDXCCLWSA-N
] }{“-,’ £ N3)$2(=0)=0 13)8(9(16)17)14-6(15)4-
L}:?_"' - 7(14)20(10,18)19/h2-3,7-8H,4-
Co 5H2,1H3,(H,16,17)/t7-
,8+,10+/m1/s1
enmetazobactam 2.114 0=C1C[C@]2([H])NL[C@@H]  InChl=1S/C11H14N405S/c1- HFZITXBUTWITPT-
”___'-gﬁ (C(0)=0)[C@](C)(CN3C=C[N+  11(6-14-4-3-13(2)12- YWVKMMECSA-O
N 1(C)=N3)s2(=0)=0 14)9(10(17)18)15-7(16)5-
g 1~ 7 s 8(15)21(11,19)20/h3-4,8-9H,5-
COgH 6H2,1-2H3/p+1/t8-

,9+,11+/m1/s1

30



Name

Chemdraw

SMILES

InChl

InChlKey

chlortetracycline

Cl Ho HMi;

f H

e o "\-\._:-.-"""'\-.-:_.-"""-\.\_'__.-_".-l:--lI

L L L
T T T ou] oo
OH

OoH dOH O

0=C(C(C(N)=0)=C(0)[C@]12
O)[C@@HI(N(C)C)[C@]1([H])
Clc@nB(HNIc@]()o)c(c(cl
)=CC=C40)=C4C(0)=C3C2=0

InChl=1S/C22H23CIN208/c1-
21(32)7-6-8-
15(25(2)3)17(28)13(20(24)31)1
9(30)22(8,33)18(29)11(7)16(27
)12-10(26)5-4-
9(23)14(12)21/h4-5,7-8,15,26-
27,30,32-33H,6H2,1-
3H3,(H2,24,31)/t7-,8-,15-,21-
,22-/m0/s1

DHPRQBPJLMKOR
J-XRNKAMNCSA-N

oxytetracycline

Y
T e Tl

i

0=C(C(C(N)=0)=C(0)[C@]12
O)[C@@H](N(C)C)[C@]1([H])

INChI=1S/C22H24N209/c1-
21(32)7-5-4-6-

OWFIMIVZYSDUL
Z-PXOLEDIWSA-N

B

CI I [CR@HIO)C@IB(HNICON  B(25)9(7)15(26)10-

o el H.l;.'r:’“'“-ﬂm”l C)(0)C(C=CC=CA0)=CAC(0)=C  12(21)17(28)13-

L 3020 14(24(2)3)16(27)11(20(23)31)1
9(30)22(13,33)18(10)29/h4-
6,12-14,17,25-26,28,30,32-
33H,1-3H3,(H2,23,31)/t12-, 13-
14+,17+21-22+/m1/s1

tetracycline HOL . 0=C(C(C(N)=0)=C(O)[C@]12 _ InChl=15/C22H24N208/cl- NWXMGUDVXFXR
Y. 0)[C@@HI(N(C)O)[C@IL(H])  21(31)8-5-4-6- IG-WESIUVDSSA-

ClC@I3([H][C@](c)(0)c(c=C
C=C40)=C4C(0)=C3C2=0

11(25)12(8)16(26)13-9(21)7-
10-
15(24(2)3)17(27)14(20(23)30)1
9(29)22(10,32)18(13)28/h4-
6,9-10,15,25-26,29,31-
32H,7H2,1-3H3,(H2,23,30)/t9-
,10-,15-,21+,22-/m0/s1

N

rolitetracycline

0=C(C(C(NCN1CCCC1)=0)=C(
0)[C@]230)[C@@H](N(C)C)[
c@2(HN)cc@l4(H)Ice](C
)(0)C(C=CC=C50)=C5C(0)=C4
C3=0

InChl=1S/C27H33N308/c1-
26(37)13-7-6-8-
16(31)17(13)21(32)18-
14(26)11-15-
20(29(2)3)22(33)19(24(35)27(1
5,38)23(18)34)25(36)28-12-30-
9-4-5-10-30/h6-8,14-15,20,31-
32,35,37-38H,4-5,9-12H2,1-
3H3,(H,28,36)/t14-,15-,20-
,26+,27-/m0/s1

IKQRPFTXKQQLJF-
IAHYZSEUSA-N
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Name # Chemdraw SMILES InChl InChlKey
demeclocycline 3.05 T M, 0=C(C(C(N)=0)=C(0)[C@]12  InChI=1S/C21H21CIN208/c1- GUXHBMASAHGU
) ;,L. _lh'::' ,_.HE D 0)[C@@H](N(C)O)[C@]L([H])  24(2)14-7-5-6-10(16(27)12- LD-SEYHBJAFSA-N
D” [ clc@I3(HNIC@HI0)C(C(C)  9(25)4-3-
= r m\l_s:f .n,a:a,r 0N, =CC=C40)=CAC(0)=C3C2=0  8(22)11(12)15(6)26)18(29)21(7
OH  OH DQH::IH ,32)19(30)13(17(14)28)20(23)3
1/h3-4,6-7,14-15,25-
27,30,32H,5H2,1-
2H3,(H2,23,31)/t6-,7-,14-,15-
,21-/m0/s1
pipacycline 3.06 HQFI,H M 0=C(C(C(NCN1CCN(CC1)CCO)  InChI=1S/C29H38N409/c1- RAUQZDNDLCIQF!
PP & =0)=C(0)[C@]230)[C@@H](  28(41)15-5-4-6- -REHNUXHNSA-N
,l]; J: J T H N(C)C)[C@]2([H])CIC@]4([H])  18(35)19(15)23(36)20-
= o ]_,,_H__,;: n\na”ﬁﬂl [C@](C)(0)C(C=CC=C50)=C5  16(28)13-17-
o ooH o Mo o0 o C(0)=C4C3=0 22(31(2)3)24(37)21(26(39)29(1
7,42)25(20)38)27(40)30-14-33-
[Hj 9-7-32(8-10-33)11-12-34/h4-
6,16-17,22,34-36,39,41-42H,7-
HO-_ - 14H2,1-3H3,(H,30,40)/t16-,17-
,22-,28+,29-/m0/s1
lymecycline 3.07 MO i m [T, 0=C(C(C(NCNCCCC[C@@H](  InChI=15/C29H38N4010/c1- PZTCVADFMACKL
= R Y C(0)=0)N)=0)=C(0)[C@]120  28(42)13-7-6-9- U-UEPZRUIBSA-N

)JI[C@@H](N(C)C)[C@]L([H])C
[C@]3([H])[C@](C)(O)C(C=CC
=C40)=C4C(0)=C3C2=0

17(34)18(13)22(35)19-
14(28)11-15-
21(33(2)3)23(36)20(25(38)29(1
5,43)24(19)37)26(39)32-12-31-
10-5-4-8-16(30)27(40)41/h6-
7,9,14-16,21,31,34-35,38,42-
43H,4-5,8,10-12,30H2,1-
3H3,(H,32,39)(H,40,41)/t14-
,15-,16-,21-,28+,29-/m0/s1
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Name # Chemdraw SMILES InChl InChlKey
clomocycline 3.08 Cl oy 0=C(C(C(NCO)=0)=C(0)[C@]  InChI=1S/C23H25CIN209/c1- BXTHDFJCJQJHKD-
" q 120)[C@@H](N(C)C)[C@]1([  22(34)8-6-9- KMVLDZISSA-N
[" l [ I" H))CIC@I3([HN)[C@)(C)(O)C(  16(26(2)3)18(30)14(21(33)25-
"LT.e »Te f’ o C(Cl)=CC=C40)=C4C(0)=C3C2  7-
o O G E'H =0 27)20(32)23(9,35)19(31)12(8)1
|f 7(29)13-11(28)5-4-
oH 10(24)15(13)22/h4-5,8-
9,16,27-29,32,34-35H,6-7H2,1-
3H3,(H,25,33)/t8-,9-,16-,22-
,23-/m0/s1
morphocycline 3.09 "‘C'&.-' W Ribe; 0=C(C(C(NCN1CCOCC1)=0)=  InChl=1S/C27H33N309/c1- WUOOCVIWLSUJP
P SN . C(0)[C@]230)[C@@H](N(C)  26(37)13-5-4-6- F-IAHYZSEUSA-N
[ I [ J I O)[C@]2([H])CIC@)A(H])C@  16(31)17(13)21(32)18-
‘H"r T:‘ u”e Pt -.Ie;é” 1(C)(0)C(C=CC=C50)=C5C(0)  14(26)11-15-
OH oH O T =C4C3=0 20(29(2)3)22(33)19(24(35)27(1
|"* 5,38)23(18)34)25(36)28-12-30-
M. 7-9-39-10-8-30/h4-6,14-
[ ] 15,20,31-32,35,37-38H,7-
g~ 12H2,1-3H3,(H,28,36)/t14-,15-
,20-,26+,27-/m0/s1
guamecycline 3.10 0=C(C(C(NCN1CCN(CC1)C(NC  InChl=1S/C29H38N808/c1- FAMUIRDLAWW

r—qv. L iy 0

"h -"‘H"'-"H *-H"'"'“‘-u"- S

OH  OH

(N)=N)=N)=0)=C(0)[C@]230)
[C@@HI(N(C)C)[C@I2([H])C[
C@]4([H])[C@](C)(O)c(c=CC
=C50)=C5C(0)=C4C3=0

28(44)13-5-4-6-
16(38)17(13)21(39)18-
14(28)11-15-
20(35(2)3)22(40)19(24(42)29(1
5,45)23(18)41)25(43)33-12-36-
7-9-37(10-8-36)27(32)34-
26(30)31/h4-6,14-15,20,38-
39,42,44-45H,7-12H2,1-
3H3,(H,33,43)(H5,30,31,32,34)/
t14-,15-,20-,28+,29-/m0/s1

McQ-
AQFAATAFSA-N
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Name # Chemdraw SMILES InChl InChlKey
methacycline 3.11 OH Mo, 0=C(C(C(N)=0)=C(0)[C@@]1 InChl=1S/C22H22N208/c1-7-8- XIYOPDCBBDCGO
e H -'.-HH.--'H 0 (0)C(C2=C(0)C3=C4C=CC=C3  5-4-6-9(25)11(8)16(26)12- E-IWVLMIASSA-N
. o E e,
- ﬂ ‘|’\ 0)=0)[C@@H](N(C)C)[C@]L(  10(7)17(27)14-
",;___ o e, ﬂ"'\-\.-"- HE‘-"::INH; [H))[C@ @H](O)[C@]2([H])C4 15(24(2)3)18(28)13(21(23)31)2
aH = .
OH OH O OH C 0(30)22(14,32)19(12)29/h4
6,10,14-15,17,25-
27,30,32H,1H2,2-
3H3,(H2,23,31)/t10-,14-
,15+,17+,22+/m1/s1
doxycycline 3.12 § OH  Hhieg 0=C(C(C(N)=0)=C(O)[C@]12  InChl=15/C22H24N208/c1-7-8-  SGKRLCUYIXIAHR-
H:H: 0)[C@@H](N(C)C)[C@]1([H])  5-4-6-9(25)11(8)16(26)12- AKNGSSGZSA-N
e 2
r | I [c@eH](O)[c@I3(H)Ice@  10(7)17(27)14-
= ,.-'-H__:_-." e e CEMH H](C)C(C=CC=C40)=C4C(0)=C  15(24(2)3)18(28)13(21(23)31)2
LT IrEIH £ 3C2=0 0(30)22(14,32)19(12)29/h4-
7,10,14-15,17,25-27,30,32H,1-
3H3,(H2,23,31)/t7-,10+,14+,15-
,17-,22-/m0/s1
minocycline 3.13 ke Hikie, [H][C@@]1(C2)C(C(C3=C2C( InChl=1S/C23H27N307/c1- KXEYSKGUYBJHIZ-
,L & H . H ..a N(C)C)=CC=C30)=0)=C(0)[C 25(2)12-5-6-13(27)15-10(12)7-  KVUCHLLUSA-N
oS e, -, e
r l]’ I @@](C(0)=C(C(N)=0)C([ce@  9-8-11-
T e ey i, o CORE H]4N(C)C)=0)(0)[C@]4(C1)[H 17(26(3)4)19(29)16(22(24)32)2
T 1 T am t ] 1(31)23(11,33)20(30)14(9)18(1
JH HO OH
5)28/h5-6,9,11,17,27,30-
31,33H,7-8H2,1-
4H3,(H2,24,32)/t9-,11-,17-,23-
/m0/s1
meclocycline 3.14 0=C(C(C(N)=0)=C(O)[C@@]1  InChl=15/C22H21CIN208/c1-6-  RNIADBXQDMCFE

(0)C(C2=C(0)C3=CA4C(Cl)=CC
=C30)=0)[C@@H](N(C)C)[C
@J1([HDIC@@H](O)[C@]2(]
H])ca=C

9-7(23)4-5-8(26)11(9)16(27)12-
10(6)17(28)14-
15(25(2)3)18(29)13(21(24)32)2
0(31)22(14,33)19(12)30/h4-
5,10,14-15,17,26-
28,31,33H,1H2,2-
3H3,(H2,24,32)/t10-,14-
,15+,17+,22+/m1/s1

N-IWVLMIASSA-N
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Name # Chemdraw SMILES InChl InChlKey
tigecycline 3.15 ki H " KMz [HI[C@@]1(C2)C(C(C3=C2C( InChl=1S/C29H39N508/c1- ASQYYRVLGXHYQ
#L P N R N(C)C)=CC(NC(CNC(C)(C)C)=  28(2,3)31-11-17(35)32-15-10-  R-HJYUBDRYSA-N

0)=C30)=0)=C(0)[C@@](C(
0)=C(C(N)=0)C([C@H]4N(C)C
)=0)(0)[C@JA(CI)[H]

16(33(4)5)13-8-12-9-14-
21(34(6)7)24(38)20(27(30)41)2
6(40)29(14,42)25(39)18(12)23(
37)19(13)22(15)36/h10,12,14,2
1,31,36,39-40,42H,8-9,11H2,1-
7H3,(H2,30,41)(H,32,35)/t12-
,14-,21-,29-/m0/s1

omadacycline

3.16 P, e

[Hl[C@®@]1(C2)C(Cc(C3=CaC(
N(C)C)=CC(CNCC(C)(C)C)=C3
0)=0)=C(0)[c@@](C(0)=C(C
(N)=0)C([C@H]4N(C)C)=0)(0
JIC@IA(CI)[H]

INChI=1S/C29H40N407/c1-
28(2,3)12-31-11-14-10-
17(32(4)5)15-8-13-9-16-
21(33(6)7)24(36)20(27(30)39)2
6(38)29(16,40)25(37)18(13)23(
35)19(15)22(14)34/h10,13,16,2
1,31,34,37-38,40H,8-9,11-
12H2,1-7H3,(H2,30,39)/t13-
,16-,21-,29-/m0/s1

YKVKHWYMBCFFS
U-IQZGDKDPSA-N

sarecycline

3.17 w118

[H][C@@]1(C2)C(C(C3=C2C(
CN(C)OC)=CC=C30)=0)=C(0)
[C@@](c(0)=C(C(N)=0)C([C
@H]4N(C)C)=0)(0)[C@]4(C1)
[H]

InChl=1S/C24H29N308/c1-
26(2)18-13-8-11-7-12-10(9-
27(3)35-4)5-6-
14(28)16(12)19(29)15(11)21(3
1)24(13,34)22(32)17(20(18)30)
23(25)33/h5-6,11,13,18,28,31-
32,34H,7-9H2,1-
4H3,(H2,25,33)/t11-,13-,18-
,24-/m0/s1

RNHLDTBWWMIP
IL-SBAJWEJLSA-N

eravacycline

3.18 E
g

[H][C@@]1(C2)C(C(C3=C2C(F
)=CC(NC(CN4CCCC4)=0)=C3
0)=0)=C(0)[C@@](C(O)=C(C
(N)=0)C([C@H]5N(C)C)=0)(0
)[C@]5(C1)[H]

InChI=1S/C27H31FN408/c1-
31(2)20-13-8-11-7-12-14(28)9-
15(30-16(33)10-32-5-3-4-6-
32)21(34)18(12)22(35)17(11)2
4(37)27(13,40)25(38)19(23(20)
36)26(29)39/h9,11,13,20,34,37
-38,40H,3-8,10H2,1-
2H3,(H2,29,39)(H,30,33)/t11-
,13-,20-,27-/m0/s1

NDRFSXNBDFIZPT
-ISIOAQNYSA-N
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Name # Chemdraw SMILES InChl InChlKey
erythromycin a.01 o O[C@@H](IC@@](0)(C)[C@  InChi=15/C37H67NO13/c1-14-  ULGZDMOVFRHV
oAk @H](cojo1)[CO@HI(O)C(IC 25 EP-RWJQBGPGSA-
o[ | om @H](C)CIC@](0)(C)[C@HI(O]  37(10,45)30(41)20(4)27(39)18( N
~ Ly =L C@HI2[C@H](0)[C@@H](N(  2)16-35(8,44)32(51-34-
HMa; C)O)CIC@@H](C)02)[C@@H]  28(40)24(38(11)12)15-19(3)47-
| " '['# ta HOToF (O[C@H](O[C@@HI30[C@  34)21(5)29(22(6)33(43)49-
"0 o @HI(C)[C@H](0)[C@](C)(OC)  25)50-26-17-36(9,46-
C3)[C@@H](C)C1=0)=0 13)31(42)23(7)48-26/h18-
e o 26,28-32,34,40-42,44-45H,14-
" 17H2,1-13H3/118-,19-
20+,21+,22-,23+,24+,25-
26+,28-,29+,30-,31+,32-
,34+,35-,36-,37-/m1/s1
erythromycin 4.02 o O[C@@H](IC@@](0)(C)[C@  InChi=15/C40H7INO15/c1-15-  BSUQCLSFQSUNE
ethylcarbonate A @HI(COo1)[CO@HIOC(C  27- D-PPPRQHODSA-
E?L | ou @H](C)CIC@](0)(C)[C@HI(O]  40(11,48)32(43)22(5)29(42)20( N
ey b o om C@H]2[C@H](OC(OCC)=0)[C  3)18-38(9,47)34(56-36-31(55-
L . ) e @@H](N(C)C)CIC@@HI(C)O  37(46)50-16-2)26(41(12)13)17-
e J# 0 St 2ce@Hi()ceH|olce@  21(4)s1-
D.fL. Sa oM HI30[C@@H](C)[C@H](O)[C  36)23(6)30(24(7)35(45)53-
1 1 @(C)(0C)C3)[C@@H](C)C1=  27)54-28-19-39(10,49-
4-;._ _'_'E__]f__'_ O 0)=0 14)33(44)25(8)52-28/h20-
hY

28,30-34,36,43-44,47-48H,15-
19H2,1-14H3/t20-,21-
122+,23+,24-25+,26+,27-
,28+,30+,31-,32-,33+,34-
,36+,38-,39-,40-/m1/s1

36



Name # Chemdraw SMILES InChl InChlKey
oleandomycin 4.03 ] O=Cl[C@@]2(C[C@@H]([C InChl=1S/C35H61NO12/c1-16- RZPAKFUAFGMUP
,_IH 1: @@H]([C@H]([C@@H]([C@  14-35(15-43- I-QESOVKLGSA-N
\I\ v H](C(O[C@@H]([C@@H]([C 35)32(40)19(4)27(37)18(3)22(7
Y, o o @@H]([C@H]1C)0)C)C)=0)C  )46-33(41)21(6)31(47-26-13-

LY
i - e
. H.D S ..DhEIf.:j -r_

JO[C@@H]30[C@@H](C)C
@H](0)[C@@H](0C)C3)C)O]
CeH](04)[C@H](0)[C@@H](
N(C)C)C[C@H]4C)C)cO2

25(42-11)28(38)23(8)45-
26)20(5)30(16)48-34-
29(39)24(36(9)10)12-17(2)44-
34/h16-31,34,37-39H,12-
15H2,1-11H3/t16-,17+,18-
,19+,20+,21+,22+,23-,24-,25-
,26-,27-,28-,29+,30-,31-,34-
,35+/m0/s1

erythromycin
ethylsuccinate

4.04

OlCeeH]([ce@](0)(C)[Cc@
@H](cc)o1)[C@@H](C)C([C
@H](C)C[C@](0)(C)[C@H](O]
C@H]2[C@H](OCc(ccc(oce)=
O)=0)[C@@H](N(C)C)C[C@
@H](C)02)[C@@H](C)[C@H]
(OlC@@H]30[C@@H](C)IC
@H](0)[C@](c)(oc)c3)[C@
@H](C)C1=0)=0

InChl=1S/C43H75N016/c1-15-
29-
43(11,52)36(48)24(5)33(47)22(
3)20-
41(9,51)38(25(6)34(26(7)39(50
)57-29)59-32-21-42(10,53-
14)37(49)27(8)56-32)60-40-
35(28(44(12)13)19-23(4)55-
40)58-31(46)18-17-30(45)54-
16-2/h22-29,32,34-38,40,48-
49,51-52H,15-21H2,1-
14H3/t22-,23-,24+,25+,26-
|27+,28+,29-,32+,34+,35-,36-
,37+,38-,40+,41-,42-,43-/m1/s1

NSYZCCDSINWWIJ
L-YXOIYICCSA-N

37



Name # Chemdraw SMILES InChl InChlKey
erythromycin 4.05 ] O[C@@H]([C@@](O)(C)[C@ InChl=1S/C40H71NO14/c1-15-  TYQXKHPOXXXCT
estolate #J_H @H](cc)o1)[c@@H](c)c([C  27- P-CSLYCKPJSA-N

@H](C)Cc[c@](0)(C)[C@H](O]
C@H]2[C@H](OC(CC)=0)[C@
@H](N(C)C)C[C@@H](C)02)[
C@@H](C)[C@H](O[C@@H]
30[C@@H](C)[C@H](0)[Cc@]
(C)(0C)C3)[C@@H](C)C1=0)
=0

40(11,48)33(44)22(5)30(43)20(
3)18-38(9,47)35(55-37-32(53-
28(42)16-2)26(41(12)13)17-
21(4)50-
37)23(6)31(24(7)36(46)52-
27)54-29-19-39(10,49-
14)34(45)25(8)51-29/h20-
27,29,31-35,37,44-45,47-
48H,15-19H2,1-14H3/t20-,21-
,22+,23+,24-,25+,26+,27-
,29+,31+,32-,33-,34+,35-
,37+,38-,39-,40-/m1/s1

troleandomycin 4.06 %]

O=Cl[C@@]2(C[C@@H]([C
@@H]([C@H]([C@@H]([C@
H](C(O[C@@H]([C@@H]([C
@@H]([C@H]1C)0C(C)=0)C)
C)=0)C)0[C@@H]30[C@@H
I(C)[C@H](OC(C)=0)[C@@H]
(OC)C3)C)O[C@H](04)[C@H]
(0C(C)=0)[C@@H](N(C)C)C[
C@H]4C)C)Co2

InChl=1S/C41H67N0O15/c1-19-
17-41(18-49-
41)38(46)23(5)34(53-
27(9)43)21(3)25(7)52-
39(47)24(6)35(56-32-16-31(48-
14)36(26(8)51-32)54-
28(10)44)22(4)33(19)57-40-
37(55-
29(11)45)30(42(12)13)15-
20(2)50-40/h19-26,30-
37,40H,15-18H2,1-14H3/t19-
,20+,21-,22+,23+,24+,25+,26-
,30-,31-,32-,33-,34-,35-,36-
,37+,40-,41+/m0/s1

LQCLVBQBTUVCE
Q-QTFUVMRISA-N

38



Name # Chemdraw SMILES InChl InChlKey
roxithromycin 4.07 e B, e 0[C@@H]([C@@](0)(C)[C@  InChI=1S/C41H76N2015/c1- RXZBMPWDPOLZ
HI N we a @H](CC)O1)[C@@H](C)/C([C  15-29- GW-
_HJ-H - @H](C)CIC@](0)(C)[C@HI(O[  41(10,49)34(45)24(4)31(42-53-  XMRMVWPWSA-
CI\H‘L l o C@H]2[C@H](0)[C@@H](N(  21-52-17-16-50-13)22(2)19- N
T C)C)CIC@@H](C)02)[C@@H]  39(8,48)36(58-38-
L ?___J_Pil'-"ﬂ: (C)[C@H](O[C@@H]30[C@ 32(44)28(43(11)12)18-23(3)54-
|" ji J R i @H](C)[C@H](0)[C@](C)(OC)  38)25(5)33(26(6)37(47)56-
i, C3)[C@@H](C)C1=0)=N/OCO  29)57-30-20-40(9,51-

Cccoc

14)35(46)27(7)55-30/h22-
30,32-36,38,44-46,48-49H,15-
21H2,1-14H3/b42-31+/t22-,23-
|24+,25+,26-,27+,28+,29-
,30+,32-,33+,34-,35+,36-
,38+,39-,40-,41-/m1/s1

erythromycin 4.08 a
acistrate "'-»..--LH s
oH lm
] _.ﬁ-,‘_ﬂH -
. . _HMH}
e s
u:n"'"hT’ T O
L
::..-q_l_-.'._-ﬂ'!

O[ce@@H]([ce@](0)(C)[c@
@H](cc)o1)[C@@H](C)C([C
@H](C)C[C@](0)(O)[C@H](O]
C@H]2[C@H](0C(C)=0)[C@
@H](N(C)C)C[C@@H](C)02)]
CEEH](C)[C@H](O[CP@H]
30[C@@H](C)[C@H](0)[C@]
(G)(oC)c3)[C@@H](C)C1=0)
=0

InChl=1S/C39H69N014/c1-15-
27-
39(11,47)32(43)21(4)29(42)19(
2)17-37(9,46)34(54-36-31(51-
25(8)41)26(40(12)13)16-
20(3)49-
36)22(5)30(23(6)35(45)52-
27)53-28-18-38(10,48-
14)33(44)24(7)50-28/h19-
24,26-28,30-34,36,43-44,46-
47H,15-18H2,1-14H3/t19-,20-
,21+,22+,23-,24+,26+,27-
,28+,30+,31-,32-,33+,34-
,36+,37-,38-,39-/m1/s1

CVBHEIRZLPKMSH
-SNWVVRALSA-N

39



Name # Chemdraw SMILES InChl InChlKey
clarithromycin 4.09 0 O[C@@H]([C@@](0)(C)[C@  InChl=1S/C38HEINO13/c1-15-  AGOYDEPGAOXO
#J.l_ a @H](CC)o1)[C@@H](C)C([C  26- CK-KCBOHYOISA-
.:h\ \Lm @H](C)C[C@@](C)(OC)[C@H  38(10,45)31(42)21(4)28(40)19( N
H-.If- o (O[C@HI2[C@H](0)[C@@H]  2)17-37(9,47-14)33(52-35-
. e (N(C)O)IC[C@@H](C)02)[C@  29(41)25(39(11)12)16-20(3)48-
g J‘ o HOT e @H](C)[C@H](O[C@@H]30[  35)22(5)30(23(6)34(44)50-
Df_L_J_ S CE@H](C)[C@H](0)[C@](C)(  26)51-27-18-36(8,46-
| k [ 0C)C3)[C@@H](C)C1=0)=0  13)32(43)24(7)49-27/h19-
;]'-" oM 27,29-33,35,41-43,45H,15-
h 18H2,1-14H3/t19-,20-
,21+,22+,23-,24+,25+,26-
,27+,29-,30+,31-,32+,33-
,35+,36-,37-,38-/m1/s1
dirithromycin 4.10 sty 0[C@@]([C@@H](CC)O1)(C)  InChI=1S/C42H78N2014/c1- WLOHNSSYAXHW
A [C@HI2[C@@H](C)[C@HI([C  15-29-42(10,49)37-24(4)32(43-  NR-
‘J',_,.,.H @H](C)CIC@](0)(C)[C@H](O[  30(56-37)21-52-17-16-50- DWIOZXRMSA-N
a }-__‘ C@HI3[C@H](0)[C@@H](N(  13)22(2)19-40(8,48)36(58-39-
Ho — | oH C)C)IC[C@@H](C)03)[C@@H]  33(45)28(44(11)12)18-23(3)53-
3{' ® "H_.!--- (C)[C@HI(O[C@@H]40[C@  39)25(5)34(26(6)38(47)55-
. o NMe @HI(C)[C@H](0)Cc@)(C)(00)

el
o ']"' "o One

I
o

5

C4)[Cce@H](C)C1=0N[c@@
H](coccoc)o2

29)57-31-20-41(9,51-
14)35(46)27(7)54-31/h22-
37,39,43,45-46,48-49H,15-
21H2,1-14H3/t22-,23-

| 24+,25+,26-,27+,28+,29-,30-
,31+,32+,33-,34+,35+,36-,37-
,39+,40-,41-,42-/m1/s1

40



Name # Chemdraw SMILES InChl InChlKey
flurithromycin 411 o O[C@@H]([C@@](0)(C)[C@  InChI=1S5/C43H74FNO16/c1- GFIQERTUSVTTRE
ethylsuccinate . F__ @H](CC)o1)[C@@H](C)C([C  15-28- -HCTDEEJFSA-N
}J‘ T an i @@)(C)(F)IC[C@](0)(C)[C@H  43(11,53)35(49)25(6)34(48)40(
w? o HT/r l(O[C@H]2[C@H](OC(CCC(O  8,44)21-
) MM, CC)=0)=0)[C@@H](N(C)C)C[  41(9,52)37(23(4)32(24(5)38(51
S T __*_'-J_"{_',:;-‘"__ C@@H](C)02)[C@@H](C)[C  )58-28)60-31-20-42(10,54-
-:"’LH g _— @H](O[C@@H]30[C@@H](C  14)36(50)26(7)57-31)61-39-
[ )[C@H](0)[C@](C)(OC)C3)[C  33(27(45(12)13)19-22(3)56-
hi':_j;l'i'_'_DH @@H](C)C1=0)=0 39)59-30(47)18-17-29(46)55-
o=, 16-2/h22-28,31-33,35-
37,39,49-50,52-53H,15-
21H2,1-14H3/t22-,23+,24-
,25+,26+,27+,28-,31+,32+,33-
,35-,36+,37-,39+,40+,41-,42-
,43-/m1/s1
telithromycin 4.12 0=C([C@H](C)[C@@]([C@@  InChI=15/C43H65N5010/c1- LJVAIPDWBABPE)

l(01)(Q)[C@@H](ccjoc([C@
@H]2C)=0)([H])N(CCCCN3C=
NC(C4=CC=CN=C4)=C3)C1=0
JIC@H](C)C[c@@](C)(0C)[C
@H](O[C@H]5[C@H](O)[C@
@H](N(C)C)C[C@@H](C)O5)[
C@@H](C)C2=0

12-33-43(8)37(48(41(53)58-
43)19-14-13-18-47-23-31(45-
24-47)30-16-15-17-44-22-
30)27(4)34(49)25(2)21-
42(7,54-
11)38(28(5)35(50)29(6)39(52)5
6-33)57-40-
36(51)32(46(9)10)20-26(3)55-
40/h15-17,22-29,32-33,36-
38,40,51H,12-14,18-21H2,1-
11H3/t25-,26-,27+,28+,29-
,32+,33-,36-,37-,38-,40+,42-
,43-/m1/s1

-PNUFFHFMSA-N

41



Name # Chemdraw SMILES InChl InChlKey
nafithromycin 4.13 N—n 0=C1[C@@H]([C@]([C@@H  InChI=1S/C42H62N6011S/c1- RLFCSBSRGRIFRO-
\}___{J‘ § 12/C(N)=N/O[C@@H](C)C3=  13-28-42(9)30(29(39(53)58- QAOQTAGDSA-N
o s’kh/}ﬁ NN=C(C4=NC=CC=C4)S3)([H])  42)35(43)47-59-25(7)36-45-46-
\H aN JJ [C@](0C2=0)([C@H](OC([C 37(60-36)26-16-14-15-17-44-
HN ! J_[ @H](C)C([C@H](C)[C@@H](  26)22(4)31(49)20(2)19-
& .“f ‘I i O[C@H](O[C@@H](C5)C)[C 41(8,54-
= JTH L @H](0)[C@H]5N(C)C)[C@](C  12)34(23(5)32(50)24(6)38(52)5
‘3'_1 ) j Y )(OC)C[C@H]1C)=0)=0)CC)C)  6-28)57-40-
o "y MOt c 33(51)27(48(10)11)18-21(3)55-
A L O~ 40/h14-17,20-25,27-30,33-
o T C oo 34,40,51H,13,18-19H2,1-
12H3,(H2,43,47)/t20-,21-,22-
,23+,24-,25+,27+,28-,29-
,30+,33-,34-,40+,41-,42-/m1/s1
azithromycin 414 5 O[C@@H]([C@@](0)(C)[C@  InChi=15/C38H72N2012/c1- MQTOSJVFKKICRP
‘*-JH_\" " @H](CC)oC([C@H](C)[C@@  15-27- -BICOPXKESA-N
aH| ; aH H](O[C@@H]10[C@@H](C)[  38(10,46)31(42)24(6)40(13)19-
~T,='-..DH*-H - C@H](0)[C@](C)(OC)CI)[C@  20(2)17-36(8,45)33(52-35-
LS H](C)[C@@H](O[C@H]2[C@  29(41)26(39(11)12)16-21(3)48-

HI(O)[c@@H](N(C)C)C[ce@
Hl(C)02)[c@@](0)(C)CIC@H
13C)=0)[C@H](N(C)C3)C

35)22(4)30(23(5)34(44)50-
27)51-28-18-37(9,47-
14)32(43)25(7)49-28/h20-
33,35,41-43,45-46H,15-
19H2,1-14H3/t20-,21-,22+,23-
24-,25+,26+,27-,28+,29-
,30+,31-,32+,33-,35+,36-,37-
,38-/m1/s1

42



Name # Chemdraw SMILES InChl InChlKey
carbomycin A 4.15a o C[C@@H]IC[C@H2[C@@H]  InChI=15/C42H67NO16/cl- FQVHOULQCKDU
#JL‘ . (02)/C=C/C([C@H](C)CIC@H  21(2)16-32(47)57-40-25(6)53-  CY-OGHXVOSASA-
J| ] "f"'ﬂ' 1(CC=0)[C@H](O[C@HI3[C@  34(20-42(40,8)50)58-37- N
e HI(O)[C@@H](N(C)C)[C@H](  24(5)54-
Ol pac. J Hiey O[C@@H]40[C@@H](C)[C@  41(36(49)35(37)43(9)10)59-38-

Hl(oc(cc(C)c)=0)[c@@](0)(
C)C4)[C@@H](C)03)[C@@H]

27(14-15-44)17-22(3)28(46)12-
13-29-30(56-29)18-23(4)52-

oo e ':""":']'"ﬂ'*[ﬁ"n (OC)[C@H](OC(C)=0)CC(O1)=  33(48)19-31(39(38)51-11)55-
- 0)=0 26(7)45/h12-13,15,21-
"I' 25,27,29-31,34-41,49-
50H,14,16-20H2,1-11H3/b13-
12+/t22-,23-,24-
,25+,27+,29+,30+,31-,34+,35-
,36-,37-,38+,39+,40+,41+,42-
/m1/s1
carbomycin B 4.15b 7 CI[C@@H]1C/C=C/C=C/C(IC  InChI=1S/C42H67NO15/c1- ZRNXEMIDBIPJDC-
M @H)(C)C[C@H](CC=0)[C@H]  23(2)19-32(47)56-40-27(6)53-  HLPDZUSBSA-N
ﬂ ] 'f"“:' (O[C@H]2[C@H](0)[C@@H](  34(22-42(40,8)50)57-37-
- .t N(C)C)[C@H](O[C@@H]30[C  26(5)54-
r J Hho: @@H](C)[C@H](OC(CC(C)C)=  41(36(49)35(37)43(9)10)58-38-
o W0 HOTE-n oM
o J“ 012 a0 1 0)[CP@](0)(C)C3)[C@@H](  29(17-18-44)20-24(3)30(46)16-
a.ﬂ.,-L_w. - li,;:-'{-.'i'_'.-:u o €)02)[C@@H](OC)[C@H](OC  14-12-13-15-25(4)52-33(48)21-

¢

S

-

(C)=0)CC(01)=0)=0

31(39(38)51-11)55-
28(7)45/h12-14,16,18,23-
27,29,31,34-41,49-
50H,15,17,19-22H2,1-
11H3/b13-12+,16-14+/t24-,25-
,26-,27+,29+,31-,34+,35-,36-
,37-,38+,39+,40+,41+,42-
/m1/s1

43



Name # Chemdraw SMILES InChl InChlKey
leucomycin A, 4.16a oH C[C@@H]LC/C=C/C=C/[C@H _ InChI=15/C40H67NO14/c1- IEMDOFXTVAPVL
. 1(0)[C@HI(C)CIC@H](CC=0)[  22(2)18-30(45)53-38-26(6)51-  X-YWQHLDGFSA-
[ ] L0 C@H](O[C@HI2[C@H](0)[C  32(21-40(38,7)48)54-35- N
- " @@H](N(C)C)[C@H](O[C@@  25(5)52-
| - ] B A, HI30[C@@H](C)[C@H](OC(C  39(34(47)33(35)41(8)9)55-36-
[‘ a [" g HATE A a j‘:" C(C)C)=0)[C@@](0)(C)C3)[C  27(16-17-42)19-23(3)28(43)15-
. e @@H](C)02)[C@@H](OC)[C  13-11-12-14-24(4)50-31(46)20-
o = iﬂ'?l"n"tf'n @H](0)CC(01)=0 29(44)37(36)49-10/h11-
e 13,15,17,22-29,32-39,43-
| 44,47-48H,14,16,18-21H2,1-
10H3/b12-11+,15-13+/t23-,24-
125-,26+,27+,28+,29-,32+,33-
,34-,35-,36+,37+,38+,39+,40-
/m1/s1
spiramycin | 417 % C[C@@H]1C/C=C/C=C/[C@H  InChI=15/C43H74N2014/c1- ACTOXUHEUCPTE
'-"ﬂz”""{l‘_‘.ﬂ__,.g 1(O[C@HI2CCIC@H](N(C)C)[C  24-21-29(19-20-46)39(59-42-  W-CEUOBAOPSA-
. @@H](C)02)[C@H](C)CIC@  37(49)36(45(9)10)38(27(4)56- N
’J' l CHO H](CC=0)[C@H](O[C@H]3[C  42)58-35-23-
p i @H](0)[C@@H](N(C)C)[C@H  43(6,51)41(50)28(5)55-
#I _— J e, (O[C@@HI40[C@@HI(C)[C  35)40(52-11)31(47)22-
o o oMo lad o i“" @H](0)[C@@](0)(C)CA)[C@  33(48)53-25(2)15-13-12-14-16-
L py J e @H](C)03)[C@@H](0C)[C@  32(24)57-34-18-17-
o e O

H](0)CC(01)=0

30(44(7)8)26(3)54-34/h12-
14,16,20,24-32,34-42,47,49-
51H,15,17-19,21-23H2,1-
11H3/b13-12+,16-14+/t24-,25-
,26-,27-,28+,29+,30+,31-
,32+,34+,35+,36-,37-,38-
,39+,40+,41+,42+,43-/m1/s1

44



Name # Chemdraw SMILES InChl InChlKey
josamycin 418 oH C[C@@H]1C/C=C/C=C/[C@H  InChI=15/C42H69NO15/c1- XJSFLOJWULLIQS-
A (0)[C@H](C)C[C@H](CC=0)[  23(2)19-32(47)56-40-27(6)53-  NGVXBBESSA-N
|' ] LEEL C@H](O[C@HI2[C@H](0)[C  34(22-42(40,8)50)57-37-
o~ oy @@H](N(C)C)[C@H](O[Ce@@  26(5)54-
#| MO, ] Y e, HI30[C@@H](C)[C@H](OC(C  41(36(49)35(37)43(9)10)58-38-
[' i [" L _-'ill aH C(C)C)=0)[C@@](0)(C)C3)[C  29(17-18-44)20-24(3)30(46)16-
A - @@H](C)02)[C@@H](OC)[C  14-12-13-15-25(4)52-33(48)21-
oo HA L}"'if'k"ﬂ"‘l’-?ﬂ @H](0C(C)=0)CC(01)=0 31(39(38)51-11)55-
- 28(7)45/h12-14,16,18,23-
' 27,29-31,34-41,46,49-
50H,15,17,19-22H2,1-
11H3/b13-12+,16-14+/t24-,25-
,26-,27+,29+,30+,31-,34+,35-
136-,37-,38+,39+,40+,41+,42-
/m1/s1
midecamycin AL 4.19 oH C[C@@H]1C/C=C/C=C/[C@H  InChI=15/C41H67NO15/c1-11-  DMUAPQTXSSNE
i, 1(0)[C@HI(C)CIC@H](CC=0)[  30(45)54-29-21-32(47)51- DD-QALICMCCSA-
J ] we C@H](O[C@HI2[C@HI(0)[C  24(4)16-14-13-15-17- N
@@H](N(C)C)[C@H](O[C@®  28(44)23(3)20-27(18-19-
| M Mk, H]30[C@@H](C)[C@H](OC(C  43)37(38(29)50-10)57-40-
- ok, - - i OH o _
( ——— - )=0)[C@@](0)(C)C3)[C@@  35(48)34(42(8)9)36(25(5)53
B ._ﬂ_.ﬂH Ay k—-_—_—;_z-_u o H](C)02)[C@@H](OC)[C@H](  40)56-33-22-
i i T 0C(CC)=0)CC(01)=0 41(7,49)39(26(6)52-33)55-
g - 31(46)12-2/h13-15,17,19,23-

29,33-40,44,48-49H,11-
12,16,18,20-22H2,1-10H3/b14-
13+,17-15+/t23-,24-,25-
,26+,27+,28+,29-,33+,34-,35-
,36-,37+,38+,39+,40+,41-
/m1/s1

45



Name # Chemdraw SMILES InChl InChlKey
josamycin 4.20 a C[C@@HI1C/C=C/C=C/[C@H _ InChl=15/C45H73NO16/c1-13-  NVBREHSOISEKB
propionate w,_,el'« 1(0C(CC)=0)[C@HI(C)CIC@H  34(49)59-32-18-16-14-15-17-  Q-ZQMZUEOGSA-
1(CC=0)[C@HI(O[C@HI2[C@  27(5)55-36(51)23-33(58- N
i HI(O)[C@@H](N(C)O)[C@H](  30(8)48)42(54-12)41(31(19-20-
[| O[C@@HI30[C@@H](C)[C@  47)22-26(32)4)62-44-
"*‘ “:l o - H)(OC(CC(C)C)=0)[C@@)(0)(  39(52)38(46(10)11)40(28(6)57-
A e, ,,ﬂ..;h.:rj-.“ﬂ - C)C3)[C@@H](C)02)[C@@H]  44)61-37-24-
l -::Il I DY - | (OC)[C@H)(OC(C)=0)CC(01)=  45(9,53)43(29(7)56-37)60-
-NG,-I e "nan "i.{;:_;i'_-_ﬂ_u; o} 35(50)21-25(2)3/h14-
) : 16,18,20,25-29,31-33,37-
. 44,52-53H,13,17,19,21-24H2, 1-
12H3/b15-14+,18-16+/t26-,27-
,28-29+,31+,32+,33-,37+,38-
,39-,40-,41+,42+,43+ 44+,45-
/m1/s1
miokamycin 421 oH CIC@@HILC/C=C/C=C/[C@H  InChl=15/C43H69NO16/c1-12-  CJIQLZRUUSNQX-
e 1(0)[C@HI(C)CIC@H](CC=0)[  32(48)57-31-22-34(50)53- CCGCOWOLSA-N
f L CHO C@H](O[C@HI2[C@H](0)[C  25(4)17-15-14-16-18-
- @@H](N(C)C)[C@H](O[C@@  30(47)24(3)21-29(19-20-
]l i L l HI30[C@@H](C)[C@H](OC(C  45)39(40(31)52-11)59-42-
[’ 0 J’* LR ey T. o )=0)[C@@](OC(CC)=0)(C)C3)  37(51)36(44(9)10)38(26(5)55-
g A l-;;- _ [C@@H](C)02)[C@@H](OC)l  42)58-35-23-43(8,60-33(49)13-
1 S C@H](OC(CC)=0)CC(01)=0  2)41(27(6)54-35)56-
g 28(7)46/h14-16,18,20,24-

27,29-31,35-42,47,51H,12-
13,17,19,21-23H2,1-11H3/b15-
14+,18-16+/t24-,25-,26-
,27+,29+,30+,31-,35+,36-,37-
,38-,39+,40+,41+,42+,43-

/m1/s1

46



Name # Chemdraw SMILES InChl InChlKey
rokitamycin 4.22 QH C[C@@H]1C/C=C/C=C/[C@H  InChl=1S/C42H69NO15/c1-11-  VYWWNRMSAPE)
i 1(0)[C@H](C)C[C@H](CC=0)[  16-32(48)55-40-27(6)53-34(23-  LS-

j \L "'I:HD C@H](O[C@H]2[C@H](O)[C  42(40,7)58-31(47)12-2)56-37-  MDWYKHENSA-N

- et @@H](N(C)C)[C@H](O[Ce@@  26(5)54-

| — | . I“f"f? l H]30[C@@H](C)[C@H](OC(C  41(36(50)35(37)43(8)9)57-38-

fll ']" o-H0 o -0 T i CC)=0)[C@@](0C(CC)=0)(C)  28(19-20-44)21-24(3)29(45)18-

g e :;:':"-1--":'- a C3)[C@@H](C)02)[C@@H](  15-13-14-17-25(4)52-33(49)22-
N, 0C)[C@H](0)CcC(01)=0 30(46)39(38)51-10/h13-

\j 15,18,20,24-30,34-41,45-
46,50H,11-12,16-17,19,21-
23H2,1-10H3/b14-13+,18-
15+/t24-,25-,26-

,27+,28+,29+,30-,34+,35-,36-
,37-,38+,39+,40+,41+,42-
/m1/s1

4"-0- 4.23 C[C@@H]1C/C=C/C=C/[C@H  InChl=1S/C48H82N2015/c1- GCIQAGXAZPUQN

isovaleryspiramyci
nl

i

S

7 G—:_;g_‘_-clni oH

Fitdu;

o-'t::-x--ﬁj._-,
'\-\.],-

l(0[C@H]2CC[C@H](N(C)C)[C
@e@H](C)o2)[C@H](C)C[C@
H](CC=0)[C@H](O[C@H]3[C
@H](0)[C@@H](N(C)C)[C@H
l(0[C@@H]40[C@@H](C)[C
@Hj(oc(cc(c)C)=0)[c@@](
o)(C)ca)[Ce@@H](C)o3)[C@
@H](0C)[C@H](0)CC(01)=0

27(2)23-37(53)63-46-32(7)60-  A-YDPAINKASA-N
40(26-48(46,8)56)64-43-
31(6)61-
47(42(55)41(43)50(11)12)65-
44-33(21-22-51)24-28(3)36(62-
39-20-19-34(49(9)10)30(5)59-
39)18-16-14-15-17-29(4)58-
38(54)25-35(52)45(44)57-
13/h14-16,18,22,27-36,39-
47,52,55-56H,17,19-21,23-
26H2,1-13H3/b15-14+,18-
16+/t28-,29-,30-,31-
,32+,33+,34+,35-
,36+,39+,40+,41-,42-,43-
,44+,45+,46+,47+,48-/m1/s1

47



Name # Chemdraw SMILES InChl InChlKey
ristocetin A 5.01 HE., HO_OH - DH 0C1=CC=C2C=C1C3=C([C@@ InChI=1S/C95H112N8043/cl-  OXXGKPODRIZWD
) -c-ﬂ_Hlﬂ HO ;D_.l."" 7 oH H](C(OC)=0)NC([C@ @H](NC(  31-49(110)18-38-20- G-LBPNIUFLSA-N
; o HO [C@@H]2NC([C@ @H]4NC5=  50(31)137-51-19-36(9-16-
aH D—\'i'_u - 0)=0)=0)[C@H](O[C@@H]6  48(51)109)46(97)26-98-65-
-0 O[C@H]([C@@H]([C@@H](C  69(113)34-5-11-41(12-6-
o] 6)N)0)C)C7=CC=C(0C8=CC4=  34)135-53-21-39-22-
H.;;;.-;_'ji-_._-ﬂ-x CC(0C9=CC=C([C@@H](0)[C  54(82(53)144-95-
H; y @@H](NC[C@H](N)C%10=C  84(77(121)73(117)58(142-
o C=C(0)C%11=C%10)C(N[C@  95)30-132-91-
H]5C%12=CC(0%11)=C(C)C(O  79(123)74(118)68(112)33(3)13
HH )=C%12)=0)C=C9)=C80[C@ 4-91)146-94-
o H ] “'-I @H]%130[C@H](CO[C@@H]  83(76(120)71(115)56(28-
“ %140[C@@H](C)[C@H](0)[C  105)141-94)145-93-
Ho F 0, A HH; @@H](0)[C@H]%140)[C@ 78(122)72(116)57(29-106)140-
— @H](0)[C@H](0)[C@H]%13  93)136-42-13-7-35(8-14-
HID O[C@@H]%15[C@@H](O[C  42)81(143-59-25-
"3'"‘{';',53” @@H]%16[C@@H](0)[C@H]  45(96)67(111)32(2)133-59)66-

(O)[C@@H](CO)O%16)[C@
@H](0)[C@H](O)[C@@H](C
0)0%15)C=C7)=0)C=C(0)C=C
30[C@@H]%17[C@@H](O)[
C@@H](0)[C@H](0)[C@e@H
1(cO)0%17

89(129)102-64(90(130)131-
4)44-23-40(107)24-52(138-92-
80(124)75(119)70(114)55(27-
104)139-92)60(44)43-17-
37(10-15-
47(43)108)61(85(125)103-
66)99-87(127)63(39)100-
86(126)62(38)101-
88(65)128/h5-24,32-33,45-
46,55-59,61-81,83-84,91-
95,98,104-124H,25-30,96-
97H2,1-
4H3,(H,99,127)(H,100,126)(H,1
01,128)(H,102,129)(H,103,125)
/t32-,33-,45+,46-
,55+,56+,57+,58+,59-,61+,62-
,63+,64-,65+,66-,67-,68-
,69+,70+,71+,72+,73+,74+,75-
,76-,77-,78-,79+,80-,81+,83-
,84+,91+,92-,93+,94+,95-
/m0/s1

48



SMILES

InChl

InChlKey

Name # Chemdraw
i 5.02
vancomycin HE-:r-Hg I:IH"I
S, BH oM
) Il}h,'a, IE-'__
“Io
o el

i
. o+ Iy ,;:_h___.'::l.\_h .y

HCL.. _.-'\I"Iq-"!.'-J:"'m ]-'lﬂ.-"'-' ‘Lh;'.l:ll"-\.\, oH
I (&

0C1=CC(0)=CC([C@@H](C(O
)=0)NC([C@@H](NC([C@@H
12NC([C@@H]3NC4=0)=0)=
0)[C@H](0)C5=CC=C(0C6=C
€3=CC(0C7=C(Cl)C=C([C@@
H](0)[C@@H](NC([C@@H](C
C(C)C)NC)=0)C(N[C@H]ACC(
N)=0)=0)C=C7)=C60[C@@H
180[C@H](CO)[C@@H](O)[C
@H](0)[C@H]80[C@H](09)C
[C@](C)(N)[C@H](0)[C@@H]
9C)C(Cl)=C5)=0)=C1C%10=CC
2=CC=C%100

InChl=1S/C66H75CI2N9024/c1
-23(2)12-34(71-5)58(88)76-49-
51(83)26-7-10-38(32(67)14-
26)97-40-16-28-17-
41(55(40)101-65-
56(54(86)53(85)42(22-78)99-
65)100-44-21-
66(4,70)57(87)24(3)96-44)98-
39-11-8-27(15-
33(39)68)52(84)50-63(93)75-
48(64(94)95)31-18-29(79)19-
37(81)45(31)30-13-25(6-9-
36(30)80)46(60(90)77-50)74-
61(91)47(28)73-59(89)35(20-
43(69)82)72-62(49)92/h6-
11,13-19,23-24,34-
35,42,44,46-54,56-57,65,71,78-
81,83-87H,12,20-22,70H2,1-
5H3,(H2,69,82)(H,72,92)(H,73,
89)(H,74,91)(H,75,93)(H,76,88)
(H,77,90)(H,94,95)/t24-
,34+,35-,42+,44-,46+,47+,48-
,49+,50-,51+,52+,53+,54-
,56+,57+,65-,66-/m0/s1

MYPYJXKWCTUIT
O-LYRMYLQWSA-
N

49



SMILES

InChl

InChlKey

Name # Chemdraw
norvancomycin 5.03
o ol
e .-'l:i'\ﬂ-""'.\"_\_ .-'"}'\- __;_l.,\_\.r
. .
HOU, i oy b - aH

0C1=CC(0)=CC([C@@H](C(O
)=0)NC([C@@H](NC([C@@H
12NC([C@@H]3NC4=0)=0)=
0)[C@H](0)C5=CC=C(0C6=C
€3=CC(0C7=C(Cl)C=C([C@@
H](0)[C@@H](NC([C@@H](C
C(C)C)N)=0)C(N[C@H]4CC(N)
=0)=0)C=C7)=C60[C@@H]8
O[C@H](CO)[Ce@@H](0)[C@
H](O)[C@H]80[C@H](09)C[C
@](C)(N)[C@H](O)[C@@H]9
C)C(Cl)=C5)=0)=C1C%10=CC2
=CC=C%100

InChl=1S/C65H73CI2N9024/c1
-22(2)11-33(68)57(87)75-48-
50(82)25-6-9-37(31(66)13-
25)96-39-15-27-16-
40(54(39)100-64-
55(53(85)52(84)41(21-77)98-
64)99-43-20-
65(4,70)56(86)23(3)95-43)97-
38-10-7-26(14-
32(38)67)51(83)49-62(92)74-
47(63(93)94)30-17-28(78)18-
36(80)44(30)29-12-24(5-8-
35(29)79)45(59(89)76-49)73-
60(90)46(27)72-58(88)34(19-
42(69)81)71-61(48)91/h5-
10,12-18,22-23,33-
34,41,43,45-53,55-56,64,77-
80,82-86H,11,19-21,68,70H2,1-
4H3,(H2,69,81)(H,71,91)(H,72,
88)(H,73,90)(H,74,92)(H,75,87)
(H,76,89)(H,93,94)/t23-
,33+,34-,41+,43-,45+,46+,47-
,48+,49-,50+,51+,52+,53-
,55+,56+,64-,65-/m0/s1

NUAQIRUAZSITAI-
YRPZDAAMSA-N

50



Name

Chemdraw

SMILES

InChl InChlKey

teicoplanin A,-2

5.04

0C1=CC=C2C=C1C3=C([C@@
H](C(O)=0)NC([C@@H](NC([
C@@H]2NC([C@@H]4NC5=
0)=0)=0)[C@H](O[C@@H]6
O[C@H](CO)[C@@H](O)[C@
H](0)[C@H]6NC(C)=0)C7=CC
=C(0C8=CC4=CC(OC(C=CC(C[
C@@H](NC([C@H](N)C9=CC
=C(0)C%10=C9)=0)C(N[C@H
15C%11=CC(0%10)=CC(0)=C
%11)=0)=C%12)=C%12Cl)=C8
0[C@@H]%130[C@H](CO)[C
@@H](0)[C@H](O)[C@H]%1
3NC(CCCCCCC(C)C)=0)C(Cl)=
€7)=0)C=C(0)C=C30[C@@H]
%14[C@@H](O)[C@@H](O)[
C@H](0)[C@@H](CO)0%14

InChl=1S/C88H97CI2N9033/c1 GHOXVFYORXUCP
-33(2)8-6-4-5-7-9-60(108)94- Y-PKMGYIMSSA-N
68-74(113)71(110)58(31-
101)129-87(68)132-78-55-25-
40-26-56(78)126-52-17-13-
38(23-47(52)90)77(131-86-
67(92-
34(3)103)73(112)70(109)57(30
-100)128-86)69-84(121)98-
66(85(122)123)45-28-
42(105)29-54(127-88-
76(115)75(114)72(111)59(32-
102)130-88)61(45)44-22-
37(12-14-
49(44)106)63(81(118)99-
69)96-83(120)65(40)97-
82(119)64-39-20-41(104)27-
43(21-39)124-53-24-36(11-15-
50(53)107)62(91)80(117)93-
48(79(116)95-64)19-35-10-16-
51(125-55)46(89)18-35/h10-
18,20-29,33,48,57-59,62-
77,86-88,100-102,104-
107,109-115H,4-9,19,30-
32,91H2,1-
3H3,(H,92,103)(H,93,117)(H,94
,108)(H,95,116)(H,96,120)(H,97
,119)(H,98,121)(H,99,118)(H,12
2,123)/t48-,57-,58-,59-,62-,63-
,64+,65-,66+,67-,68-,69+,70-
,71-,72-,73-,74-,75+,76+,77-
,86+,87+,88+/m1/s1

51



Name # Chemdraw SMILES InChl InChlKey
telavancin 5.05 B e e oF OC1=C(CNCP(0)(0)=0)C(O)=  InChI=15/C80H106CI2N11027P  ONUMZHGUFYIKP
CC([C@@H](C(0)=OINC([C@  /c1-7-8-9-10-11-12-13-14-21-  M-MXNFEBESSA-
T @H](NC([C@@H]2NC([C@@  85-22-23-87-80(5)32-57(115- N
H HD1!H HI3NC4=0)=0)=0)[C@H](0)  37(4)71(80)103)119-70-
- BH| aH C5=CC=C(0C6=CC3=CC(OC7=  68(102)67(101)55(34-94)118-
e O, I! - C(Cl)C=C([C@@H](0)[C@@H  79(70)120-69-53-28-41-29-
o7y 1(NC([C@@H](CC(C)C)NC)=0  54(69)117-52-20-17-40(27-
JC(N[C@HJACC(N)=0)=0)C=C  46(52)82)65(99)63-77(109)91-
o ol 7)=C60[C@@H]80[C@H](CO  61(78(110)111)43-30-
o, L '
B N L L )[C@@H](O)[C@H](0)[C@H]  50(96)44(33-86-35-
wo, Mz - | ) o ow 80[C@H](09)CIC@](C)(NCC  121(112,113)114)66(100)58(43
‘T o NCCCCCCCCCO)[C@HI(0)[C  )42-25-38(15-18-
o M R A W L @@H]90)C(Cl)=C5)=0)=C1C  49(42)95)59(74(106)93-63)90-
T H m N 1 T H J %10=CC2=CC=C%100 75(107)60(41)89-
Fh . A0 . 73(105)48(31-56(83)97)88-
| HzNOC r
. | | 76(108)62(92-72(104)47(84-
HOLC o #H 6)24-36(2)3)64(98)39-16-19-
X e 51(116-53)45(81)26-39/h15-
ot OR 20,25-30,36-37,47-
4 PO, 48,55,57,59-65,67-68,70-

71,79,84-87,94-96,98-103H,7-
14,21-24,31-35H2,1-
6H3,(H2,83,97)(H,88,108)(H,89
,105)(H,90,107)(H,91,109)(H,92
,104)(H,93,106)(H,110,111)(H2,
112,113,114)/t37-,47+,48-
,55+,57-,59+,60+,61-,62+,63-
,64+,65+,67+,68-,70+,71+,79-
,80-/m0/s1

52



Name

Chemdraw

SMILES

InChl InChlKey

dalbavancin

5.06

0C1=CC=C2C=C1C3=C([C@@
H](C(NCCCN(C)C)=0)NC([C@
@H](NC([C@@H]2NC([Ce@@
H]4NC5=0)=0)=0)[C@H](0)
€6=CC=C(0C7=CC4=CC(0C8=
CC=C(C[C@@H](NC([C@H](N
€)C9=CC=C(0)C%10=C9)=0)C
(N[C@H]5C%11=CC(0%10)=
CC(0)=C%11Cl)=0)C=C8)=C7
0[C@@H]%120[C@H](C(0)=
O)[Ce@H](O)[C@H](0)[C@
H]%12NC(CCCCCCCCC(C)C)=
0)C(Cl)=C6)=0)C=C(0)C=C30
[C@@H]%13[C@@H](0)[C@
@H](0)[C@H](0)[C@@H](C
0)0%13

InChl=1S/C88H100CI2N10028/ KGPGQDLTDHGEG
c1-38(2)13-10-8-6-7-9-11-14- T-SZUNQUCBSA-N
61(106)94-70-
73(109)75(111)78(86(120)121)
128-87(70)127-77-58-31-43-
32-59(77)124-55-24-19-42(29-
50(55)89)71(107)69-
85(119)98-67(80(114)92-25-
12-26-100(4)5)48-33-
44(102)34-57(125-88-
76(112)74(110)72(108)60(37-
101)126-88)62(48)47-28-
40(17-22-
52(47)103)65(82(116)99-
69)95-83(117)66(43)96-
84(118)68-49-35-46(36-
54(105)63(49)90)123-56-30-
41(18-23-53(56)104)64(91-
3)81(115)93-51(79(113)97-
68)27-39-15-20-45(122-58)21-
16-39/h15-24,28-
36,38,51,60,64-76,78,87-
88,91,101-105,107-112H,6-
14,25-27,37H2,1-
5H3,(H,92,114)(H,93,115)(H,94
,106)(H,95,117)(H,96,118)(H,97
,113)(H,98,119)(H,99,116)(H,12
0,121)/t51-,60-,64-,65-,66-
,67+,68+,69+,70-,71-,72-,73-
,74+,75+,76+,78+,87-
,88+/m1/s1

53



Name # Chemdraw SMILES InChl InChlKey
A40926 Factor B, 5.06a OH 0C1=CC=C2C=C1C3=C([C@@ InChI=15/C83H88CI2N8029/c1  PZMMGNLKWHIG
! H](C(O)=O)NC([C@@H](NC([  -33(2)10-8-6-4-5-7-9-11- SE-PSDIJNXLUSA-N
Ji 7 COH C@@H]2NC([C@ @H]4NC5=  56(99)88-65-
T N | 0)=0)=0)[C@H](0)C6=CC=C(  68(102)70(104)73(81(114)115)
[_ . H | -0 0C7=CC4=CC(OC8=CC=C(C[C  122-82(65)121-72-53-26-38-
T 0 @@H](NC([C@H](NC)C9=CC  27-54(72)118-50-21-16-37(24-
P - N =C(0)C%10=C9)=0)C(N[C@H  45(50)84)66(100)64-
[ If ] . ki 15C%11=CC(0%10)=CC(0)=C  79(111)92-63(80(112)113)43-
HOu. - = Cl i " - %11Cl)=0)C=C8)=C70[C@@  28-39(95)29-52(119-83-
I H 1‘_‘ s u L H]%120[C@H](C(0)=0)[C@  71(105)69(103)67(101)55(32-
Qe M. - LN
YT T A @H)(0)[C@H](0)[C@H]%12  94)120-83)57(43)42-23-35(14-
HH L N - T—"” NC(CCCCCCCCC(C)C)=0)C(Cl)  19-47(42)96)60(76(108)93-
'_,I\ . =C6)=0)C=C(0)C=C30[C@@  64)89-77(109)61(38)90-
- — HHMe
HOCT ™ - ﬂ\rg H]%13[C@@H](O)[C@@H](  78(110)62-44-30-41(31-
o - 0)[C@H](0)[C@@H](CO)0%  49(98)58(44)85)117-51-25-
HO HO' 13 36(15-20-48(51)97)59(86-
B
o 3)75(107)87-46(74(106)91-
M H 62)22-34-12-17-40(116-53)18-

13-34/h12-21,23-
31,33,46,55,59-71,73,82-
83,86,94-98,100-105H,4-
11,22,32H2,1-
3H3,(H,87,107)(H,88,99)(H, 89,
109)(H,90,110)(H,91,106)(H,92,
111)(H,93,108)(H,112,113)(H,1
14,115)/t46-,55-,59-,60-,61-
,62+,63+,64+,65-,66-,67-,68-
,69+,70+,71+,73+,82-
,83+4/m1/s1
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Name

# Chemdraw

SMILES

InChl InChlKey

oritavancin

5.07
-~
Hq_H o

Lo R gy =
T I-'—""
o=
-0
HH; ? cl

0C1=CC(0)=CC([C@@H](C(O
)=0)NC([C@@H](NC([Ce@@H
12NC([C@ @H]3NC4=0)=0)=

O)[C@H](o[Cc@H](05)C[c@](
C)(N)[C@@H](O)[C@@H]SC)
C6=CC=C(0C7=CC3=CC(0C8=
c(Cl)c=C([C@@H](O)[C@@H
I(NC([C@@H](CC(C)C)NC)=0
)C(N[C@H]4CC(N)=0)=0)C=C
8)=C70[C@ @H]90[C@H](CO
)[C@@H](0)[C@H](O)[C@H]
90[C@H](0%10)C[C@](C)(N

CC%11=CC=C(C%12=CC=C(Cl)
C=C%12)C=C%11)[C@@H](O
)[C@@H]%10C)C(Cl)=C6)=0)
=C1C%13=CC2=CC=C%130

InChl=1S/C86H97CI3N10026/c  VHFGEBVPHAGQP
1-35(2)22-51(92-7)77(110)98- I-LXKZPTCJSA-N
67-69(105)42-15-20-
55(49(88)24-42)120-57-26-44-
27-58(73(57)125-84-
74(71(107)70(106)59(34-
100)122-84)124-62-32-
86(6,76(109)37(4)119-62)93-
33-38-8-10-39(11-9-38)40-12-
17-45(87)18-13-40)121-56-21-
16-43(25-50(56)89)72(123-61-
31-85(5,91)75(108)36(3)118-
61)68-82(115)97-
66(83(116)117)48-28-
46(101)29-54(103)63(48)47-
23-41(14-19-
53(47)102)64(79(112)99-
68)96-80(113)65(44)95-
78(111)52(30-60(90)104)94-
81(67)114/h8-21,23-29,35-
37,51-52,59,61-62,64-72,74-
76,84,92-93,100-103,105-
109H,22,30-34,91H2,1-
7H3,(H2,90,104)(H,94,114)(H,9
5,111)(H,96,113)(H,97,115)(H,9
8,110)(H,99,112)(H,116,117)/t
36-,37-,51+,52-,59+,61-,62-
,64+,65+,66-,67+,68-
,69+,70+,71-,72+,74+,75-,76-
,84-,85-,86-/m0/s1
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Name

#

Chemdraw

SMILES

InChl InChlKey

chloroeremomycin

5.07a

0C1=CC(0)=CC([C@@H](C(O
)=0)NC([C@@H](NC([C@@H
12NC([C@ @H]3NC4=0)=0)=

O)[C@H](o[c@H](05)C[C@](
C)(N)[C@@H](0)[C@@H]5C)
C6=CC=C(0C7=CC3=CC(0C8=
C(Clc=C([C@@H](0)[C@@H
I(NC([C@ @H](CC(C)C)NC)=0
)C(N[C@H]4CC(N)=0)=0)C=C
8)=C70[C@@H]90[C@H](CO
)[C@@H](O)[C@H](O)[C@H]
90[C@H](0%10)C[C@](C)(N)
[C@@H](0)[C@@H]%10C)C(
Cl)=C6)=0)=C1C%11=CC2=CC
=C%110

InChl=1S/C73H88CI2N10026/c  XJHXLMVKYIVZTE-
1-26(2)14-38(79-7)64(96)84- LOALFDMRSA-N
54-56(91)30-9-12-42(36(74)16-
30)106-44-18-32-19-
45(60(44)111-71-
61(58(93)57(92)46(25-86)108-
71)110-49-24-
73(6,78)63(95)28(4)105-
49)107-43-13-10-31(17-
37(43)75)59(109-48-23-
72(5,77)62(94)27(3)104-48)55-
69(101)83-53(70(102)103)35-
20-33(87)21-41(89)50(35)34-
15-29(8-11-
40(34)88)51(66(98)85-55)82-
67(99)52(32)81-65(97)39(22-
47(76)90)80-68(54)100/h8-
13,15-21,26-28,38-39,46,48-
49,51-59,61-63,71,79,86-
89,91-95H,14,22-25,77-
78H2,1-
7H3,(H2,76,90)(H,80,100)(H,81
,97)(H,82,99)(H,83,101)(H,84,9
6)(H,85,98)(H,102,103)/t27-
,28-,38+,39-,46+,48-,49-
,51+,52+,53-,54+,55-
,56+,57+,58-,59+,61+,62-,63-
,71-,72-,73-/m0/s1
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Name # Chemdraw SMILES InChl InChlKey
streptomycin 6.01 HO 0[C@@H]L[C@@H](NC(N)=  InChI=1S/C21H39N7012/c1-5-  UCSIYZPVAKXKNQ
OH h'[ N)[C@H](0)[C@@H](0)[C@  21(36,4-30)16(40-17-9(26- -IZICMZNXSA-N
\.' L-'*"":',;.’ o H](O[C@H]2[C@H](O[C@H]3  2)13(34)10(31)6(3-29)38-
8 ;L___ #L’ [C@@H](NC)[C@H](0)[C@@  17)18(37-5)39-15-8(28-
aH et T oM H](0)[C@H](CO)O3)[C@@](  20(24)25)11(32)7(27-
HO., L. 0 ] 0)(C=0)[C@H](C)02)[C@H]1  19(22)23)12(33)14(15)35/h4-
"IH '.J L T"" NC(N)=N 18,26,29,31-36H,3H2,1-
H;H’J i N"’I“mﬁi 2H3,(H4,22,23,27)(H4,24,25,28
T )/t5-,6+,7+,8-,9-,10+,11+,12-
13+,14+,15+,16-,17+,18-
,214/m0/s1
neomycin A 6.02 NHy GH O[C@H]([C@H]([C@@H](CIC  InChI=1S/C12H26N406/c13-2-  SYJXFKPQNSDILI-
’jh LOH @@H]IN)N)O)[C@@H]10[C  5-8(18)9(19)6(16)12(21-5)22-  HKEUSBCWSA-N
@H]20[C@@H]([C@H]([C@ 11-4(15)1-
NH?"] N, @H)([C@H]2N)0)O)CN 3(14)7(17)10(11)20/h3-12,17-
) 20H,1-2,13-16H2/t3-,4+,5-,6-
[”' a0 ,7+,8-,9-,10-,11-,12-/m1/s1
Hah™ m.l,.f ok
OH
framycetin 6.03 MH; OH O[C@H]([C@@H]([C@H](01)  InChI=1S/C23H46N6013/c24-  PGBHMTALBVVCI

L -
S oH O je=0H
HN— DM

CO)o[C@H]20[C@H]([C@H](
[C@@H]([C@H]2N)O)O)CN)]
C@@H]10[C@H]([C@HI([C
@@H](C[C@@H]3N)N)O)[C
@@H]30[C@H]40[C@@HI([
C@H]([C@@H]([C@H]4N)O)
O)CN

2-7-13(32)15(34)10(28)21(37-
7)40-18-6(27)1-
5(26)12(31)20(18)42-23-
17(36)19(9(4-30)39-23)41-22-
11(29)16(35)14(33)8(3-25)38-
22/h5-23,30-36H,1-4,24-
29H2/t5-,6+,7-,8+,9-,10-,11-
,12+,13-,14-,15-,16-,17-,18-,19-
,20-,21-,22-,23+/m1/s1

T-VCIWKGPPSA-N
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Name # Chemdraw SMILES InChl InChlKey
kanamycin A 6.04 HH; OH 0[C@@H]([C@@H]([C@H](C  InChI=1S/C18H36N4011/c19-  SBUJHOSQTIFQIX-
HOy . L OH Hi, _,,L_ OH [C@H]IN)N)O[C@H]20[C@  2-6-10(25)12(27)13(28)18(30-  NOAMYHISSA-N
\[ | @H]([C@H]([C@@H]([C@H]  6)33-16-5(21)1-
R o~ ™o, T o o 20)0)0)CN)[C@H]10[C@H]3  4(20)15(14(16)29)32-17-
oH T N o[c@@HI([COHIIC@@H(l  11(26)8(22)9(24)7(3-23)31-
. ! C@H]30)N)0)CO 17/h4-18,23-29H,1-3,19-
HoM Sl T TH
22H2/t4-,5+,6-,7-,8+,9-,10-,11-
,212+,13-,14-,15+,16-,17-,18-
/m1/s1
paromomycin 6.05 aH O[C@H]([C@@H]([C@H](01)  InChI=15/C23H45N5014/c24-  UOZODPSAIZTQN
. _J_H OH CO)O[C@H]20[C@H]([C@H](  2-7-13(32)15(34)10(27)21(37-  H-LSWIJEOBSA-N
L L [C@@H]([C@H]2N)O)O)CN)[  7)41-19-9(4-30)39-
- a.r- HH, C@@H]10[C@H]([C@H]([C  23(17(19)36)42-20-
I —H @@H](C[C@@H]3N)N)O)[C  12(31)5(25)1-6(26)18(20)40-
- a— @@H]30[C@H]40[C@@H]([  22-11(28)16(35)14(33)8(3-
. . o C@H]([C@@H]([C@H]4N)O)  29)38-22/h5-23,29-36H,1-4,24-
T L ) CHIICOBHICONIANIO)  29038-22/1523,25-36H 1-4
; )COo 28H2/t5-,6+,7+,8-,9-,10-,11-
CiH aH I-"_' - _ . . - _ _
o :"-—DH ,12+,13-,14-,15-,16-,17-,18-,19
W ,20-,21-,22-,23+/m1/s1
HiN=—"  oH
gentamicin C; 6.06 HHMe 0[C@@H]([C@@H]([C@H](C  InChI=15/C21H43N507/cl- CEAZRRDELHUEM
HO,, _,f'«.;_w..-:'l-i HaM, [C@H]1IN)N)O[C@H]20[C@](  9(25-3)13-6-5-10(22)19(31- R-CAMVTXANSA-
aOH L H CCI[C@H]2N)([H]))[C@H](NC)  13)32-16-11(23)7- N
o JH O O)[C@H]10[C@@HI3[C@@  12(24)17(14(16)27)33-20-
[ L . H]([C@H]([C@@](0)(CO3)C)  15(28)18(26-4)21(2,29)8-30-
T NC)O 20/h9-20,25-29H,5-8,22-
24H2,1-4H3/t9-,10-,11+,12-
,13+,14+,15-,16-,17+,18-,19-
,20-,21+/m1/s1
spectinomycin 6.07 oH O[C@](01)(C(C[C@H](02)C)=  InChI=1S/C14H24N207/c1-5-4-  UNFWWIHTNXNP

0)[C@]2([H])O[C@@]([C@H]
([C@@H]([C@@H]30)NC)O0)
([H))[C@@)1([H])[C@H]3NC

6(17)14(20)13(21-5)22-12-
10(19)7(15-2)9(18)8(16-
3)11(12)23-14/h5,7-13,15-
16,18-20H,4H2,1-3H3/t5-,7-
,8+,9+,10+,11-,12-
,13+,144/m1/s1

BV-
WXKVUWSESA-N
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Name # Chemdraw SMILES InChl InChlKey
ribostamycin 6.08 [ NCIC@H]([C@H]([C@@H](IC  InChi=1S/C17H34N4010/c18-  NSKGQURZWSPSB
- ;'N @H]IN)0)O)O[C@@H]10[C  2-6-10(24)12(26)8(21)16(28- C-VVPCINPTSA-N
e HH; P @H]([C@H](C[C@H]([C@@H  6)30-14-5(20)1-
\L ]: oH 120)N)N)[C@@H]20[C@@H  4(19)9(23)15(14)31-17-
s ,_L_,.;.H 130[C@@HI([C@HI([C@HI3  13(27)11(25)7(3-22)29-17/h4-
Hy J 0)o)co 17,22-27H,1-3,18-21H2/t4-
Ha™ " ey ,5+,6-,7-,8-,9+,10-,11-,12-,13-
,14-,15-,16-,17+/m1/s1
tobramycin 6.09 HH; O[C@@HI([C@@HI([C@H](C  InChI=1S/C18H37N509/c19-3-  NLVFBUXFDBBNB
HO . _aOH MM, -~ JOH [C@H]IN)N)O[C@H]20[C@  9-8(25)2-7(22)17(29-9)31-15-  W-PBSUHMDISA-
.'T aH [ @H]([C@H](CIC@H]2N)O)CN  5(20)1-6(21)16(14(15)28)32- N
o g g, ,JTH_ L DfJ‘*-._ )[C@H]10[C@H]30[C@@H](  18-13(27)11(23)12(26)10(4-
J]H J ’L HH, [C@HI([C@@H]([C@H]30)N)  24)30-18/h5-18,24-28H,1-4,19-
A HH, 0)co 23H2/t5-,6+,7+,8-,9+,10+,11-
,12+,13+,14-,15+,16-
,17+,18+/m0/s1
sisomicin 6.10 HHMe O[C@@H]([C@@H]([C@H](C  InChI=1S/C19H37N507/c1- URWAJWIAIPFPJE
Ir,_..m_,.:.H HM., o [C@H]IN)N)O[C@H]20C(CN)  19(27)7-28-18(13(26)16(19)24-  -YFMIWBNJSA-N
oM | ’1 =CC[C@H]2N)[C@H]10[C@  2)31-15-11(23)5-
e ,JH_ I @HB[C@@H]([C@HI([C@@  10(22)14(12(15)25)30-17-
_,[ ’l‘ HH, 1(0)(CO3)C)NC)O 9(21)4-3-8(6-20)29-17/h3,9-
HM™ " lH, 18,24-27H,4-7,20-23H2,1-
2H3/t9-,10+,11-,12+,13-,14-
,15+,16-,17-,18-,19+/m1/s1
micronomicin 6.11 HHW O[C@@H]([C@@H]([C@H](C  InChI=1S/C20H41N507/c1- DNYGXMICFMAC
HO:, | e oM HM, [C@H]IN)N)O[C@H]20[C@  20(28)8-29-19(14(27)17(20)25-  RA-XHEDQWPISA-

@H](CC[C@H]2N)CNC)[C@H
l10[ce@H3[C@@H]([C@H
l([C@@](0)(CO3)C)NC)O

3)32-16-12(23)6-
11(22)15(13(16)26)31-18-
10(21)5-4-9(30-18)7-24-2/h9-
19,24-28H,4-8,21-23H2,1-
3H3/t9-,10+,11-,12+,13-
,14+,15+,16-,17+,18+,19+,20-
/mO0/s1

N
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Name # Chemdraw SMILES InChl InChlKey
astromicin 6.12 ri"'l" o NCC(N([C@ @H]L[C@H]([C@  InChI=15/C17H35N506/c1- BIDUPMYXGFNAE
0. - R HI([C@@H]([C@H]([C@@H]  7(19)9-5-4-8(20)17(27-9)28-15-  J-APGVDKLISA-N
T j"" A T ey 10)0[C@H]20[C@](CCIC@H  11(21)13(24)16(26-
e A0 12N)(H)[C@@H](N)C)N)O)O  3)12(14(15)25)22(2)10(23)6-
‘[ €)C)=0 18/h7-9,11-17,24-25H,4-6,18-
SR 21H2,1-3H3/t7-,8+,9-,11-,12-
O 13-,14+,15+,16+,17+/m0/s1
dihydrostreptomyc ~ 6.13 Ha O[C@@H]L[C@@H](NC(N)=  InChI=1S/C21H41N7012/c1-5-  ASXBYYWOLISCLQ
in m.:_TH \] o N)[C@H](0)[C@@H](0)[C@  21(36,4-30)16(40-17-9(26- -HZYVHMACSA-N
\_1; o H](O[C@H]2[C@H](O[C@H]3  2)13(34)10(31)6(3-29)38-
ﬂl_\ . _lh J\u [C@@H](NC)[C@H](0)[C@@  17)18(37-5)39-15-8(28-
L I H](0)[C@H](CO)03)[C@@](  20(24)25)11(32)7(27-
o _,Lﬂ £ » R 0)(CO)[C@H](C)O2)[C@H]IN  19(22)23)12(33)14(15)35/h5-
I ’[ ’L’ I C(N)=N 18,26,29-36H,3-4H2,1-
Ny Hy 2H3,(H4,22,23,27)(H4,24,25,28
H o )/t5-,6-,7+,8-,9-,10-,11+,12-,13-
,14+,15+,16-,17-,18-
,21+/m0/s1
dibekacin 6.14 M, O[C@@H]([C@@H]([C@H](C  InChI=1S/C18H37N508/c19-4-  JJCQSGDBDPYCEO
HOu,__u0H HaM, [C@H]IN)N)O[C@H]20[C@  6-1-2-7(20)17(28-6)30-15- -XVZSLONASA-N
T H L’j\ @H](CCIC@HI2N)CN)[C@H]  8(21)3-9(22)16(14(15)27)31-
R 00, _E_H o o 10[C@H]30[C@@HI([C@H](  18-13(26)11(23)12(25)10(5-
o L, NH [C@@H]([C@H]30)N)O)CO  24)29-18/h6-18,24-27H,1-5,19-
A, 23H2/t6-,7+,8-,9+,10+,11-
,12+,13+,14-,15+,16-
,17+,18+/m0/s1
kanamycin B 6.14a O[C@@H]([C@@H]([C@H](C  InChI=1S/C18H37N5010/c19-  SKKLOUVUUNMC
JaH [C@H]IN)N)O[C@H20[C@  2-6-11(26)12(27)9(23)17(30- E-FQSMHNGLSA-

@H]([C@@H](0)[C@H](O)[C
@H]2N)CN)[C@H]10[C@H]3
O[C@@H]([C@H]([C@@H]([
C@H]30)N)0)CO

6)32-15-4(20)1-
5(21)16(14(15)29)33-18-
13(28)8(22)10(25)7(3-24)31-
18/h4-18,24-29H,1-3,19-
23H2/t4-,5+,6+,7+,8-
,9+,10+,11+,12+,13+,14-
,15+,16-,17+,18+/m0/s1

N
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Name # Chemdraw SMILES InChl InChlKey
amikacin 6.15 MH; H NCC[C@H](O)C(N[C@H](C[C  InChI=15/C22H43N5013/c23- LKCWBDHBTVXHD
H':’*-,-’:“'- KO, A GH @@H]([C@H]([C@@H]10)0  2-1-8(29)20(36)27-7-3- L-RMDFUYIESA-N
OH [ [C@H]20[C@@H]([C@H](I[C  6(25)18(39-22-
o ™, jh e e il @@H]([C@H]20)0)0)CN)N)[  16(34)15(33)13(31)9(4-24)37-
ILH o T M, C@@H]10[C@@HB[C@@H  22)17(35)19(7)40-21-
I/-\IJLH,,H.H.,, N l([C@H]([C@@H]([C@H](03)  14(32)11(26)12(30)10(5-28)38-
i B H CO)O)N)0)=0 21/h6-19,21-22,28-35H,1-5,23-
26H2,(H,27,36)/t6-,7+,8-
,9+,10+,11-,12+,13+,14+,15-
,16+,17-,18+,19-
,21+,22+4/m0/s1
netilmicin 6.16 [ O[C@@H]([C@@H]([C@H](C  InChl=15/C21H41N507/c1-4- CIDUJQMULVCIBT
HO. kﬁ HM., o [C@H]INCC)N)O[C@H]20C(  26-13-7-12(24)16(32-19- -MQDUPKMGSA-
aH ] CN)=CC[C@H]2N)[C@H]10[C  11(23)6-5-10(8-22)31- N
g g _#I_H o g Hl @@HB[C@@H]([C@H]([C@  19)14(27)17(13)33-20-
i L NHg @](0)(CO3)C)NC)O 15(28)18(25-3)21(2,29)9-30-
s H,-f-a.h__,. NH, 20/h5,11-20,25-29H,4,6-9,22-
24H2,1-3H3/t11-,12+,13-
,14+,15-,16-,17+,18-,19-,20-
,214/m1/s1
isepamicin 6.17 MHM& H NC[C@H](O)C(N[C@H](C[C@  InChl=15/C22H43N5012/c1- UDIIBEDMEYAVN
KO, J_H;_ oH H, .#Im = @H]([C@H]([C@@H]10)0[C  22(35)6-36-20(15(33)18(22)26-  G-UTJMZDNOSA-
T" H [ @H]20[C@@H])([C@H]([C@  2)39-17-8(27-19(34)9(28)4- N
o "o, A o "o @H]([C@H]20)0)0)CN)N)[C  23)3-7(25)16(14(17)32)38-21-
e ) Ny @@H]10[C@@H]30C[C@@  13(31)12(30)11(29)10(5-24)37-
WM 'u"’L'v'“‘NH‘ l(C)([C@@H]([C@H]30)NC)O  21/h7-18,20-21,26,28-
H )=0 33,35H,3-6,23-25H2,1-

aH

2H3,(H,27,34)/t7-,8+,9-
,10+,11+,12-,13+,14-
,15+,16+,17-,18+,20-,21+,22-
/m0/s1
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Name # Chemdraw SMILES InChl InChlKey
gentamycin B 6.17a (e oH o[C@@H]([C@@H]([C@H](C  InChI=1S/C19H38N4010/c1- RHRAMPXHWHSK
HOL, | e JOH HO, ’,L oM [C@H]IN)N)O[C@H]20[C@  19(29)5-30-17(13(28)16(19)23-  QB-GGEUKFTFSA-
t E H L 1 @H]([C@@H](0)[C@H](0)[C  2)32-14-6(21)3- N
o g, #_i_ o -D--l\ @H]20)CN)[C@H]10[C@@H  7(22)15(12(14)27)33-18-
( N BlC@@H]([C@HI([C@@](0)  11(26)10(25)9(24)8(4-20)31-
o (CO3)C)NC)O 18/h6-18,23-29H,3-5,20-
H N HH,
22H2,1-2H3/t6-,7+,8-,9-
,10+,11-,12-,13-,14+,15-,16-
,17-,18-,194/m1/s1
arbekacin 6.18 NCC[C@H](O)C(N[C@H](C[C  InChI=1S/C22H44N6010/c23-  MKKYBZZTIQGVC

g F
HOy, Hafd,, -~
T e
OH

@@H]([C@H]([C@@H]10)0
[C@H]20[C@@H](CC[C@H]2
N)CN)N)[C@@H]10[C@@H]
3[C@@H]([C@H]([C@@H]([
C@H](03)C0)0)N)0)=0

4-3-12(30)20(34)28-11-5-
10(26)18(37-21-9(25)2-1-8(6-
24)35-21)17(33)19(11)38-22-
16(32)14(27)15(31)13(7-29)36-
22/h8-19,21-22,29-33H,1-7,23-
27H2,(H,28,34)/t8-,9+,10-
,11+,12-,13+,14-,15+,16+,17-
,18+,19-,21+,22+/m0/s1

D-XTCKQBCOSA-N

L, ™
™ " N
o
MH; OH
plazomicin 6.19 HHMu

NCC[C@H](0)C(N[C@H](C[C
@@H]([C@H]([C@@H]10)0
[C@H]20C(CNCCO)=CC[C@H
]2N)N)[C@ @H]10[C@@H]3
oC[ce@](C)([C@@H]([c@H
130)NC)0)=0

InChl=1S/C25H48N6010/c1-
25(37)11-38-
24(18(35)21(25)29-2)41-20-
15(31-22(36)16(33)5-6-26)9-
14(28)19(17(20)34)40-23-
13(27)4-3-12(39-23)10-30-7-8-
32/h3,13-21,23-24,29-30,32-
35,37H,4-11,26-28H2,1-
2H3,(H,31,36)/t13-,14+,15-
,16+,17+,18-,19-,20+,21-,23-
,24+,25+/m1/s1

IYDYFVUFSPQPPV
-JYUPHPNASA-N

62



Name # Chemdraw SMILES InChl InChlKey
tyrothricin A 7.01 0=CIN2[C@@H](CCC2)C(N[  InChI=15/C66H87N13013/c1- GSXRBRIWIGAPD
a . |] C@H](C(N[C@@H](C(N[C@H  38(2)32-47-59(85)77-52(36-42-  U-BBVRJQLQSA-N
o 'r: ._L_. ,[, L H(C(N[C@H](C(N[C@H](C(N[C ~ 20-12-7-13-21-42)66(92)79-31-
s : = T @H](C(N[C@H](C(N[C@H](C(  15-23-53(79)64(90)76-49(34-
e . WA N[C@@H]1CC3=CC=CC=C3)=  41-18-10-6-11-19-41)61(87)74-
L — ] 0)CC(C)C)=0)CCCN)=0)C(C)C  48(33-40-16-8-5-9-17-
uﬁ.'”f.\‘f'# x-ﬂ' by aF N, )=0)CC4=CC=C(C=C4)0)=0)C  40)60(86)75-51(37-
[ |; W .1 & A CC(N)=0)=0)CC(N)=0)=0)CC  55(69)82)62(88)70-46(28-29-
HO© - o] ”T’ 5=CC=CC=C5)=0)CC6=CC=CC  54(68)81)58(84)73-50(35-43-
hmn”'“'v’l"uH - .f|.~__ P =C6)=0 24-26-44(80)27-25-
n ,J | _ 43)63(89)78-
.;.*:"'H - 'T- T 56(39(3)4)65(91)71-45(22-14-
j o J I | 30-67)57(83)72-47/h5-13,16-
H;NOG A T 21,24-27,38-39,45-

53,56,80H,14-15,22-23,28-
37,67H2,1-
4H3,(H2,68,81)(H2,69,82)(H,70
,88)(H,71,91)(H,72,83)(H,73,84
)(H,74,87)(H,75,86)(H,76,90)(H,
77,85)(H,78,89)/t45-,46-,47-
,48+,49-,50-,51-,52+,53-,56-
/mO0/s1

63



Name

Chemdraw

SMILES

InChl InChlKey

gramicidin S

7.02

0. N

&l

j, o
HN
|

.:l=t.

s

CC(C[C@H]1C(N[C@H](CC2=
CC=CC=C2)C(N3CCC[C@H]3C
(N[Ce@H](C(C)C)C(N[Ce®@
H](CCCN)C(N[C@@H](CC(C)C
)C(N[C@H](CC4=CC=CC=C4)C
(N5CCC[C@H]SC(N[C@@H](
C(C)C)C(N[C@ @H](CCCN)C(N
1)=0)=0)=0)=0)=0)=0)=0)=
0)=0)=0)C

InChl=1S/C60H92N12010/c1- IUAYMJGZBVDSGL
35(2)31-43-53(75)67-45(33-39-  -XNNAEKOYSA-N
19-11-9-12-20-39)59(81)71-29-
17-25-47(71)55(77)70-
50(38(7)8)58(80)64-42(24-16-
28-62)52(74)66-44(32-
36(3)4)54(76)68-46(34-40-21-
13-10-14-22-40)60(82)72-30-
18-26-48(72)56(78)69-
49(37(5)6)57(79)63-41(23-15-
27-61)51(73)65-43/h9-14,19-
22,35-38,41-50H,15-18,23-

34,61-62H2,1-

8H3,(H,63,79)(H,64,80)(H,65,7
3)(H,66,74)(H,67,75)(H,68,76)(
H,69,78)(H,70,77)/t41-,42-,43-
JA4-,45+,46+,47-,48-,49-,50-

/m0/s1

64



Name

Chemdraw

SMILES

InChl

InChlKey

valine-gramicidin A

7.03

C[C@@H](NC(CNC([C@H](N
C=0)C(C)C)=0)=0)C(N[C@H](
C(N[C@@H](C(N[C@H](C(N[
C@@H](C(N[C@H](C(N[C@
@H](C(N[C@H](C(N[C@@H](
C(N[C@H](C(N[C@@H](C(N[
C@H](C(N[C@@H](C(NCCO)
=0)CC1=CNC2=CC=CC=C21)=
0)CC(C)C)=0)CC3=CNC4=CC=
CC=C43)=0)CC(C)C)=0)CC5=
CNC6=CC=CC=C65)=0)CC(C)C
)=0)CC7=CNC8=CC=CC=C87)
=0)C(C)C)=0)C(C)C)=0)C(C)C)
=0)C)=0)CC(C)C)=0

InChl=1S/C99H140N20017/c1-
51(2)37-73(109-
86(123)59(17)107-81(122)49-
105-96(133)82(55(9)10)106-
50-121)89(126)108-
60(18)87(124)117-
84(57(13)14)98(135)119-
85(58(15)16)99(136)118-
83(56(11)12)97(134)116-
80(44-64-48-104-72-34-26-22-
30-68(64)72)95(132)112-
76(40-54(7)8)92(129)115-
79(43-63-47-103-71-33-25-21-
29-67(63)71)94(131)111-
75(39-53(5)6)91(128)114-
78(42-62-46-102-70-32-24-20-
28-66(62)70)93(130)110-
74(38-52(3)4)90(127)113-
77(88(125)100-35-36-120)41-
61-45-101-69-31-23-19-27-
65(61)69/h19-34,45-48,50-
60,73-80,82-85,101-
104,120H,35-44,49H2,1-
18H3,(H,100,125)(H,105,133)(
H,106,121)(H,107,122)(H,108,1
26)(H,109,123)(H,110,130)(H,1
11,131)(H,112,132)(H,113,127)
(H,114,128)(H,115,129)(H,116,
134)(H,117,124)(H,118,136)(H,
119,135)/t59-,60-,73-,74-
,75+,76+,77-,78-,79-
,80+,82+,83-,84+,85+/m0/s1

ZWCXYZRRTRDGQ
E-ASKBVUKBSA-N

65



Name # Chemdraw SMILES InChl InChlKey
bacitracin A 7.04 T CCIC@@H]([C@@H](CI=N[C _ InChI=15/C66H103N170165/cl  CLKOFPXJLQSYAH-
or L f MY @@H](CS1)C(N[C@H](C(N[C  -9-35(6)52(69)66-81-48(32- ABRIDSQDSA-N
TR @@H](C(N[C@H](C(N[C@H]  100-66)63(97)76-43(26-
HNOC ™ L‘"“ [y 2CCCONC([C@@HI(NC(IC@H  34(4)5)59(93)74-42(22-23-
. U«.:-]'w Ii IINC([C@@H](NC([C@H](NC(  50(85)86)58(92)83-53(36(7)10-
L . o A [C@@H](NC(IC@H](NC2=0)  2)64(98)75-40-20-15-16-25-71-
E0.H 1 T CCCN)=0)[C@H](CC)C)=0)CC  55(89)46(29-49(68)84)78-
WM ] o a ™ AHY - 3=CC=CC=C3)=0)CC4=CN=CN  62(96)47(30-51(87)88)79-
;_{_“‘;uf Hrﬂx_\_,uuﬂf-f-h ML _l..mf«jf.ﬂ. g 4)=0)CC(0)=0)=0)CC(N)=0)=  61(95)45(28-39-31-70-33-72-
’ o = M J [_H B o5 1 0)=0)[C@H](CC)C)=0)CCC(0)  39)77-60(94)44(27-38-18-13-

=0)=0)CC(C)C)=0)N)C

12-14-19-38)80-
65(99)54(37(8)11-3)82-
57(91)41(21-17-24-67)73-
56(40)90/h12-14,18-19,31,33-
37,40-48,52-54H,9-11,15-
17,20-30,32,67,69H2,1-
8H3,(H2,68,84)(H,70,72)(H,71,
89)(H,73,90)(H,74,93)(H,75,98)
(H,76,97)(H,77,94)(H,78,96)(H,
79,95)(H,80,99)(H,82,91)(H,83,
92)(H,85,86)(H,87,88)/t35-,36-
,37-,40-,41+,42+,43-,44+ 45-
,46-,47+,48-,52-,53-,54-/m0/s1

66



Name

Chemdraw

SMILES

InChl

InChlKey

polymyxin B,

7.05a

CC[C@H](C)cCCCC(N[C@H](
C(N[C@@H]([C@H](O)C)C(N[
C@H](C(N[C@H]1CCNC([C@
H]([C@H](O)CINC([C@ @H](
NC([C@@H](NC([C@@H](NC
([C@H](NC([C@@H](NC1=0)
CCN)=0)CC2=CC=CC=C2)=0)
CC(C)C)=0)CCN)=0)CCN)=0)
=0)=0)CCN)=0)=0)CCN)=0

InChl=1S/C56H98N16013/c1-
7-32(4)13-11-12-16-44(75)63-
36(17-23-57)51(80)72-
46(34(6)74)56(85)68-39(20-26-
60)48(77)67-41-22-28-62-
55(84)45(33(5)73)71-
52(81)40(21-27-61)65-
47(76)37(18-24-58)66-
53(82)42(29-31(2)3)69-
54(83)43(30-35-14-9-8-10-15-
35)70-49(78)38(19-25-59)64-
50(41)79/h8-10,14-15,31-
34,36-43,45-46,73-74H,7,11-
13,16-30,57-61H2,1-
6H3,(H,62,84)(H,63,75)(H,64,7
9)(H,65,76)(H,66,82)(H,67,77)(
H,68,85)(H,69,83)(H,70,78)(H,7
1,81)(H,72,80)/t32-
,33+,34+,36-,37-,38-,39-,40-
,A1- 42-,43+,45-,46-/m0/s1

WQVJHHACXVLGB
L-CTMZAJDNSA-N

67



Name # Chemdraw SMILES InChl InChlKey
polymyxin B, 7.05b s NCC[C@@H](C(N[C@@H]([C  InChl=1S/C55H96N16013/cl-  SGPYLFWAQBAXC
HM. g || @H](0)C)C(N[C@H](C(N[C@  30(2)12-10-11-15-43(74)62- Z-RUDZPDEXSA-N
ﬁ Y H]1CCNC([C@H]([C@H](0)C)  35(16-22-56)50(79)71-
oW s x“Ta"-Tfm-# NC([C@@H](NC([C@@H](NC ~ 45(33(6)73)55(84)67-38(19-25-
J " _OH 0. _NH o . ([C@@H](NC([C@H](NC([C@  59)47(76)66-40-21-27-61-
[ ow j IG H h 0~ hM @H](NC1=0)CCN)=0)CC2=CC  54(83)44(32(5)72)70-
*»T«"-H, M -Tr-”--w- e o D-r;r-flw. =CC=C2)=0)CC(C)C)=0)CCN)=  51(80)39(20-26-60)64-
g i " 5 i H . ’j‘ WH - 0)CCN)=0)=0)=0)CCN)=0)=  46(75)36(17-23-57)65-
7 HH HH MT KH:  o)NC(cceec(c)c)=0 52(81)41(28-31(3)4)68-
hH; NH; N HH;; 53(82)42(29-34-13-8-7-9-14-
e/ 34)69-48(77)37(18-24-58)63-

49(40)78/h7-9,13-14,30-33,35-
42,44-45,72-73H,10-12,15-
29,56-60H2,1-
6H3,(H,61,83)(H,62,74)(H,63,7
8)(H,64,75)(H,65,81)(H,66,76)(
H,67,84)(H,68,82)(H,69,77)(H,7
0,80)(H,71,79)/t32-,33-
,35+,36+,37+,38+,39+,40+,41+,
42-,44+,45+/m1/s1

68



Name

Chemdraw

SMILES

InChl

InChlKey

polymyxin E;

7.06a

N Y 2 %
° 7 ° e HNT .THH HH;
b
MH; HH; o {5 .- HHz
] ‘o
/!

cclc@H](c)ccece(N[C@H](
CIN[C@@H](IC@H](O)C)C(N[
C@H](C(N[C@H]1CCNC([C@
HI([C@HI(O)CINC([C@ @H](
NC([C@@H](NC([C@@H](NC
([C@H](NC([C@@H](NC1=0)
CCN)=0)CC(C)C)=0)CC(C)C)=
0)CCN)=0)CCN)=0)=0)=0)CC
N)=0)=0)CCN)=0

InChl=1S/C53H100N16013/c1-
9-30(6)12-10-11-13-41(72)60-
33(14-20-54)48(77)69-
43(32(8)71)53(82)65-36(17-23-
57)45(74)64-38-19-25-59-
52(81)42(31(7)70)68-
49(78)37(18-24-58)62-
44(73)34(15-21-55)63-
50(79)39(26-28(2)3)67-
51(80)40(27-29(4)5)66-
46(75)35(16-22-56)61-
47(38)76/h28-40,42-43,70-
71H,9-27,54-58H2,1-
8H3,(H,59,81)(H,60,72)(H,61,7
6)(H,62,73)(H,63,79)(H,64,74)(
H,65,82)(H,66,75)(H,67,80)(H,6
8,78)(H,69,77)/t30-
,31+,32+,33-,34-,35-,36-,37-
,38-,39-,40+,42-,43-/m0/s1

XDJYMJULXQKGM
M-HHAJOKTESA-N

69



Name # Chemdraw SMILES InChl InChlKey
polymyxin E, 7.06b NCC[C@@H](C(N[C@@H]([C  InChl=1S/C52H98N16013/c1- KNIWPHSUTGNZS
HN. o . @H](O)C)C(N[C@H](C(N[C@  27(2)11-9-10-12-40(71)59- T-SSWRVQTPSA-N
l I i H H]1CCNC([C@H]([C@H](0)C)  32(13-19-53)47(76)68-

A 2 5
o ~ o S -THH s
\
MH; HH; o {5 .- HHz
a oo

NC([C@@H](NC([C@@H](NC
([C@@H](NC([C@H](NC([C@
@H](NC1=0)CCN)=0)CC(C)C)
=0)CC(C)C)=0)CCN)=0)CCN)
=0)=0)=0)CCN)=0)=0)NC(CC
€CC(C)C)=0

42(31(8)70)52(81)64-35(16-22-
56)44(73)63-37-18-24-58-
51(80)41(30(7)69)67-
48(77)36(17-23-57)61-
43(72)33(14-20-54)62-
49(78)38(25-28(3)4)66-
50(79)39(26-29(5)6)65-
45(74)34(15-21-55)60-
46(37)75/h27-39,41-42,69-
70H,9-26,53-57H2,1-
8H3,(H,58,80)(H,59,71)(H,60,7
5)(H,61,72)(H,62,78)(H,63,73)(
H,64,81)(H,65,74)(H,66,79)(H,6
7,77)(H,68,76)/t30-,31-
,32+,33+,34+,35+,36+,37+,38+,
39-,41+,42+/m1/s1

70



Name # Chemdraw SMILES InChl InChlKey
colistin 7.07a CC[C@H](C)CCCCC(NIC@H]( InChi=15/C58H110N1602855/c  BSSIRFLGSWHWD
methanesulfonate oS a CIN[C@@H]([C@H](O)C)C(N[  1-9-35(6)12-10-11-13- E-LOFSPICBSA-N
E _,L_Jl, MR o C@H)(C(N[C@HILICONC([C@  46(77)65-38(14-20-59-28-
H]' ) o M :[; Pl 1 H(IC@H](O)CNC([C@@H](  103(88,89)90)53(82)74-
7, @ Im - '-j’ o W NC([C@@H](NC([C@@H](NC  48(37(8)76)58(87)70-41(17-23-
- _,NH,,JI..H ) _,Hm_,,.aLH.. . o P can  ([COHINC(C@@HINCI=0)  62-31-106(97,98)99)50(79)68-
]_.[ : H :|__|, i H L I L T CONCS(=0)(0)=0)=0)CC(C)C)  43-19-25-64-
™ M HH "'!"' T g y =0)CC(C)C)=0)CCNCS(=0)(0)  57(86)47(36(7)75)73-
HOWB W HOSE., M & yeon=" =0)=0)CCNCS(=0)(0)=0)=0)  54(83)42(18-24-63-32-
/ 204 =0)=0)CCNCS(=0)(0)=0)=0)  107(100,101)102)67-

=0)CCNCS(=0)(0)=0)=0

49(78)39(15-21-60-29-
104(91,92)93)69-55(84)44(26-
33(2)3)72-56(85)45(27-
34(4)5)71-52(81)40(66-
51(43)80)16-22-61-30-
105(94,95)96/h33-45,47-48,59-
63,75-76H,9-32H2,1-
8H3,(H,64,86)(H,65,77)(H,66,8
0)(H,67,78)(H,68,79)(H,69,84)(
H,70,87)(H,71,81)(H,72,85)(H,7
3,83)(H,74,82)(H,88,89,90)(H,9
1,92,93)(H,94,95,96)(H,97,98,9
9)(H,100,101,102)/t35-
,36+,37+,38-,39-,40-,41-,42-
,43-,44- 45+ 47-,48-/m0/s1

71



Name # Chemdraw SMILES InChl InChlKey
colistin 7.07b H CC(C)CIC@H](NC([C@H](NC(  InChI=15/C57H108N1602855/c  DFSINVZGJOIDRT-
methanesulfonate HyS - a [C@@H](NC1=0)CCNCS(=0)(  1-32(2)11-9-10-12-45(76)64- BJISPZADSA-N
E P MR e 0)=0)=0)CC(C)C)=0)C(N[C@  37(13-19-58-27-
]' § o i P :[; Pl 1 @H](CCNCS(=0)(0)=0)C(N[C  102(87,88)89)52(81)73-
ol ; 0 Im ; o '-“j’ o THH @@H](CCNCS(=0)(0)=0)C(N  47(36(8)75)57(86)69-40(16-22-
- _,N,,,,Jl..” i _,H\_,,.JEH.. . o Do can  [C@@HI([C@HI(O)CIC(NCC]  61-30-105(96,97)98)49(78)67-
]_.[ : H :|_.|, : H L I L Y C@@HIINC([C@H](CONCS(=  42-18-24-63-
™ M HH "'!"' T g y 0)(0)=0)NC([C@H]([C@H](O  56(85)46(35(7)74)72-
HOWB W HOSE., M & yeon=" JCINC([C@H](CCNCS(=0)(0)=  53(82)41(17-23-62-31-
! soH 0)NC(CCCCC(C)C)=0)=0)=0)  106(99,100)101)66-

=0)=0)=0)=0)=0

48(77)38(14-20-59-28-
103(90,91)92)68-54(83)43(25-
33(3)4)71-55(84)44(26-
34(5)6)70-51(80)39(65-
50(42)79)15-21-60-29-
104(93,94)95/h32-44,46-47,58-
62,74-75H,9-31H2,1-
8H3,(H,63,85)(H,64,76)(H,65,7
9)(H,66,77)(H,67,78)(H,68,83)(
H,69,86)(H,70,80)(H,71,84)(H,7
2,82)(H,73,81)(H,87,88,89)(H,9
0,91,92)(H,93,94,95)(H,96,97,9
8)(H,99,100,101)/t35-,36-
,37+,38+,39+,40+,41+,42+,43+,
44-,46+,47+/m1/s1

72



Name # Chemdraw

SMILES

InChl

InChlKey

viomycin 7.08 L

O[C@@H](C[C@H]([C@H]1C
(NC[C@H](NC(C[C@@H](N)C
CCN)=0)C(N[C@@H](CO)C(N
[C@@H](CO)C(N/C(C(N1)=0)
=C\NC(N)=0)=0)=0)=0)=0)N
2)NC2=N

InChl=1S/C25H43N13010/c26-
3-1-2-10(27)4-16(41)32-12-6-
30-23(47)18(11-5-17(42)37-
24(28)36-11)38-20(44)13(7-31-
25(29)48)33-21(45)14(8-39)35-
22(46)15(9-40)34-
19(12)43/h7,10-12,14-15,17-
18,39-40,42H,1-6,8-9,26-
27H2,(H,30,47)(H,32,41)(H,33,
45)(H,34,43)(H,35,46)(H,38,44)
(H3,28,36,37)(H3,29,31,48)/b1
3-7-/t10-,11+,12-,14-,15-,17-
,18-/m0/s1

GXFAIFRPOKBQRV
-GHXCTMGLSA-N

capreomycin IA 7.09a oH

HH HH™ o HyN
H H
l;'?-. -\.\,_._'.N.‘_"_.-"\-\.c-\.._.“ __-_'::l I_.
e MH; MH;
HNS N
H

N=CIN[C@@H]([C@H]2C(NC
[C@H](N)C(N[C@@H](CO)C(
N[C@@H](CNC(C[C@@H](N)
CCCN)=0)C(N/C(C(N2)=0)=C\
NC(N)=0)=0)=0)=0)=0)CCN
1

InChl=1S/C25H44N1408/c26-
4-1-2-11(27)6-17(41)32-8-14-
20(43)35-15(9-34-
25(30)47)21(44)39-18(13-3-5-
31-24(29)38-13)23(46)33-7-
12(28)19(42)37-16(10-
40)22(45)36-14/h9,11-
14,16,18,40H,1-8,10,26-
28H2,(H,32,41)(H,33,46)(H,35,
43)(H,36,45)(H,37,42)(H,39,44)
(H3,29,31,38)(H3,30,34,47)/b1
5-9-/t11-,12-,13+,14-,16-,18-
/mO0/s1

JNIIDKODPGHQSS
-MPSMQSNBSA-N
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Name # Chemdraw SMILES InChl InChlKey
capreomycin IB 7.09b o N=CIN[C@@H]([C@H]2C(NC  InChl=15/C25H44N1407/c1- FRXNXDHFQYZYN
HoM,, ,J L ,H_L_ . JL [C@H](N)C(N[C@@H](C)C(N[  11-19(41)36-15(9-32-17(40)7-  A-GOTGUIIGSA-N
[ qoT I"H* 1 C@@H](CNC(C[C@@H](N)C  12(27)3-2-5-26)21(43)37-
i ﬂ'HH. T MM CCN)=0)C(N/C(C(N2)=0)=C\  16(10-34-25(30)46)22(44)39-
2
i ) n 5 J NC(N)=0)=0)=0)=0)=0)CCN  18(14-4-6-31-24(29)38-
O -uiT-"H‘?.s o r' 1 14)23(45)33-8-13(28)20(42)35-
o WH; MNH: 11/h10-15,18H,2-9,26-
HH ] 28H2,1H3,(H,32,40)(H,33,45)(H
m‘-"L‘ " ,35,42)(H,36,41)(H,37,43)(H,39,
H 44)(H3,29,31,38)(H3,30,34,46)/
b16-10-/t11-,12-,13-,14+,15-
,18-/m0/s1
capreomycin lIA 7.09¢ o OH N=CIN[C@@H]([C®@H]2C(NC  InChl=15/C19H32N1207/c20-  XFGCTBYTRMLWC
y 1 r H [C@H](N)C(N[C@@H](CO)C(  3-9-14(34)28-10(5-26- B-MRSVHRRQSA-
M. *Hf'“'jr ”"HHH;. N[C@@H](CN)C(N/C(C(N2)=  19(23)38)15(35)31-12(8-1-2- N
H a8 k. 0)=C\NC(N)=0)=0)=0)=0)=0  24-18(22)30-8)17(37)25-4-
WH HH™ ™0

JCCN1

7(21)13(33)29-11(6-
32)16(36)27-9/h5,7-9,11-
12,32H,1-4,6,20-
21H2,(H,25,37)(H,27,36)(H,28,
34)(H,29,33)(H,31,35)(H3,22,24

HH H ,30)(H3,23,26,38)/b10-5-/t7-
,8+,9-,11-,12-/m0/s1
capreomycin 1B 7.09d a N=CIN[C@ @H]([C@H]2C(NC  InChI=1S/C19H32N1206/c1-7-  MHBQQDNEPQYC
Halt #,Lth_ﬁ_ FH_M [C@H](N)C(N[C@@H](C)C(N[  13(32)28-10(4-20)15(34)29- 0s-
i WT NHz C@@H](CN)C(N/C(C(N2)=0)  11(6-26-19(23)37)16(35)31- CBQPQWBASA-N
- ﬂhﬂ.ﬂm =C\NC(N)=0)=0)=0)=0)=0)C  12(9-2-3-24-18(22)30-
L Irj LH H o CN1 9)17(36)25-5-8(21)14(33)27-
o I “"-" i 7/h6-10,12H,2-5,20-
a HH; 21H2,1H3,(H,25,36)(H,27,33)(H
L ,28,32)(H,29,34)(H,31,35)(H3,2
- -."-L- N 2,24,30)(H3,23,26,37)/b11-6-
H

/t7-,8-,9+,10-,12-/m0/s1
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Name # Chemdraw SMILES InChl InChlKey

virginiamycin M, 7.10a o 0o C[C@@H]1/C=C/C(NC/C=C/C  InChl=1S/C28H35N307/c1- DAIKHDNSXMZDC
lL ,,Lh_,',lh ":"-«. (C)=C/[C@@H](0)CC(CC2=N  17(2)26-19(4)9-10-24(34)29- U-FQTGFAPKSA-N
,.i E.;-'_ ol C(C(N3CCC=C3C(O[C@@H]1  11-5-7-18(3)13-20(32)14-
o™ '|:|=|"I- | €(C)C)=0)=0)=C02)=0)=0 21(33)15-25-30-22(16-37-
,-l o L 25)27(35)31-12-6-8-
- ]| T 23(31)28(36)38-26/h5,7-
H_EI,H_. . _ 10,13,16-17,19-
T ' 20,26,32H,6,11-12,14-15H2,1-
a 4H3,(H,29,34)/b7-5+,10-9+,18-
13+/t19-,20-,26-/m1/s1
virginiamycin S; 7.10b T, 0=CIN2[C@](CC(CC2)=0)([H  InChI=1S/C43H49N7010/c1-4-  FEPMHVLSLDOM
J )C(N[C@ @H](C3=CC=CC=C3  29-40(56)49-21-12-17- QC-IYPFLVAKSA-N
o a )C(O[C@@H]([C@@H](C(N[C  30(49)41(57)48(3)32(23-26-13-
o AL M @@H](C(N4[C@](CCCA)([H])  7-5-8-14-26)42(58)50-22-19-
h | f C(N([C@H]1CC5=CC=CC=C5)  28(51)24-31(50)37(53)47-
T r T o aF N C)=0)=0)CC)=0)NC(C6=C(0)  35(27-15-9-6-10-16-
NH O A L C=CC=N6)=0)C)=0)=0 27)43(59)60-25(2)34(38(54)45-
o= _E A 29)46-39(55)36-33(52)18-11-
0 i ,aL, HH 20-44-36/h5-11,13-
B O ] 16,18,20,25,29-32,34-
m—f\L = 35,52H,4,12,17,19,21-24H2,1-
“i “h—om [L #;] 3H3,(H,45,54)(H,46,55)(H,47,5
= 3)/t25-,29-

,30+,31+,32+,34+,35+/m1/s1




Name

# Chemdraw

SMILES

InChl

InChlKey

pristinamycin I

7.11 Hhde;

0=C1N2[C@](CC(CC2)=0)([H

1)C(N[C@@H](C3=CC=CC=C3

)C(O[C@@H]([C@@H](C(N[C
@@H](C(N4[C@](Ccc4a)([H])

C(N([C@H]1CC5=CC=C(C=C5)
N(C)C)C)=0)=0)CC)=0)NC(C6
=C(0)C=CC=N6)=0)C)=0)=0

InChl=1S/C45H54N8010/c1-6-
31-42(59)52-22-11-14-
32(52)43(60)51(5)34(24-27-16
18-29(19-17-
27)50(3)4)44(61)53-23-20-
30(54)25-33(53)39(56)49-
37(28-12-8-7-9-13-
28)45(62)63-26(2)36(40(57)47
31)48-41(58)38-35(55)15-10-
21-46-38/h7-10,12-13,15-
19,21,26,31-34,36-
37,55H,6,11,14,20,22-25H2,1-
5H3,(H,47,57)(H,48,58)(H,49,5
6)/t26-,31-
,32+,33+,34+,36+,37+/m1/s1

YGXCETJZBDTKRY-
DZCVGBHIJSA-N

dalfopristin

7.12

C[C@@H]1/C=C/C(NC/C=C/C
(C)=C/[C@@H](0)CC(CC2=N
C(C(N3CC[C@@H](S(CCN(CC)
CC)(=0)=0)C3C(0[C@@H]1C
(C)C)=0)=0)=C02)=0)=0

InChl=1S/C34H50N4095/c1-7-
37(8-2)16-17-48(44,45)28-13-
15-38-31(28)34(43)47-
32(22(3)4)24(6)11-12-
29(41)35-14-9-10-23(5) 18-
25(39)19-26(40)20-30-36-
27(21-46-30)33(38)42/h9-
12,18,21-22,24-25,28,31-
32,39H,7-8,13-17,19-20H2,1-
6H3,(H,35,41)/b10-9+,12-
11+,23-18+/t24-,25-,28-
,31?,32-/m1/s1

SUYRLXYYZQTJHF-
RJUFQJKESA-N
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SMILES

InChl InChlKey

0=C1IN2[C@](CC([C@H](CS[C
@ @H]3CN4CCC3CC4)C2)=0)
([H])C(N[C@ @H](C5=CC=CC=
C5)C(o[C@@H]([C@@H](C(
N[C@@H](C(N6[C@](CCC6)([
H])C(N([C@H]1CC7=CC=C(C=
C7)N(C)C)C)=0)=0)CC)=0)NC
(C8=C(0)C=CC=N8)=0)C)=0)
=0

InChl=1S/C53H67N9010S/c1- WTHRRGMBUAH
6-37-50(68)61-23-11-14- GNI-LCYNINFDSA-
38(61)51(69)59(5)40(26-32-16- N
18-36(19-17-

32)58(3)4)52(70)62-28-35(30-
73-43-29-60-24-20-33(43)21-

25-60)42(64)27-

39(62)47(65)57-45(34-12-8-7-

9-13-34)53(71)72-

31(2)44(48(66)55-37)56-
49(67)46-41(63)15-10-22-54-

46/h7-10,12-13,15-

19,22,31,33,35,37-40,43-

45,63H,6,11,14,20-21,23-

30H2,1-

5H3,(H,55,66)(H,56,67)(H,57,6

5)/t31-,35+,37-

,38+,39+,40+,43-

,44+,45+/m1/s1

CC([c@H]1c(o[c@H](c(C)C)
C(N(Q[C@@H](c(c)c)c(olC
@H](C(C)C)C(N(C)[Ce@H](C
(C)C)C(O[C@H](C(C)C)C(NIC)
=0)=0)=0)=0)=0)=0)C

InChl=1S/C33H57N309/c1-
16(2)22-31(40)43-
26(20(9)10)29(38)35(14)24(18(
5)6)33(42)45-
27(21(11)12)30(39)36(15)23(1
7(3)4)32(41)44-
25(19(7)8)28(37)34(22)13/h16-
27H,1-15H3/t22-,23-,24-
,25+,26+,27+/m0/s1

MIZMDSVSLSIMS
C-VYLWARHZSA-N




Name #

Chemdraw

SMILES

InChl

InChlKey

daptomycin 7.15

Cl[C@@H](OC([C@@H](NC([
C@@H](NC([C@H](NC(CNC(]
C@@H](NC([C@H](NC([C@
@H](NC([C@@H](NC(CNC1=
0)=0)CCCN)=0)CC(0)=0)=0)
C)=0)CC(0)=0)=0)=0)C0)=0
)[C@@H](CC(0)=0)C)=0)CC(
C2=C(N)C=CC=C2)=0)=0)[C@
@H]INC([C@H](CC(0)=0)NC
([C@@H](CC(N)=0)NC([C@
@H](NC(ccceeeccec)=0)cc3
=CNC4=CC=CC=C34)=0)=0)=
(0]

InChl=1S/C72H101N17026/c1-
5-6-7-8-9-10-11-22-53(93)81-
44(25-38-31-76-42-20-15-13-
17-39(38)42)66(108)84-45(27-
52(75)92)67(109)86-48(30-
59(102)103)68(110)89-61-
37(4)115-72(114)49(26-
51(91)40-18-12-14-19-
41(40)74)87-
71(113)60(35(2)24-
56(96)97)88-69(111)50(34-
90)82-55(95)32-77-
63(105)46(28-57(98)99)83-
62(104)36(3)79-65(107)47(29-
58(100)101)85-64(106)43(21-
16-23-73)80-54(94)33-78-
70(61)112/h12-15,17-20,31,35-
37,43-50,60-61,76,90H,5-
11,16,21-30,32-34,73-74H2,1-
4H3,(H2,75,92)(H,77,105)(H,78
,112)(H,79,107)(H,80,94)(H,81,
93)(H,82,95)(H,83,104)(H,84,10
8)(H,85,106)(H,86,109)(H,87,11
3)(H,88,111)(H,89,110)(H,96,97
)(H,98,99)(H,100,101)(H,102,10
3)/t35-,36-,37-,43+,44-,45+,46-
,47-,48?,49+,50-
,60+,61+/m0/s1

DOAKLVKFURWE
DJ-FYKMPORGSA-
N

D-cycloserine 8.01

N[C@H]1C(NOC1)=0

InChl=1S/C3H6N202/c4-2-1-7-
5-3(2)6/h2H,1,4H2,(H,5,6)/t2-
/m1/s1

DYDCUQKUCUHJB
H-UWTATZPHSA-
N
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Name # Chemdraw SMILES InChl InChlKey
terizidone 8.02 a — o 0=CINOCC1/N=C/C2=CC=C(/ _ InChI=1S/C14H14N404/c19- ODKYYBOHSVLGN
i e N - C=N/C3CONC3=0)C=C2 13-11(7-21-17-13)15-5-9-1-2-  U-IAGONARPSA-N
I M w= N— | 10(4-3-9)6-16-12-8-22-18-
s - 14(12)20/h1-6,11-12H,7-
8H2,(H,17,19)(H,18,20)/b15-
5+,16-6+
phenazopyridine 8.02a NC(C=C1)=NC(N)=C1/N=N/C2  InChl=1S/C11H11N5/c12-10-7- QPFYXYFORQJZEC
y =CC=CC=C2 6-9(11(13)14-10)16-15-8-4-2-1-  -FOCLMDBBSA-N
T 3-5-8/h1-
e 7H,(H4,12,13,14)/b16-15+
taurolidine 8.03 . S 0=S1(CCN(CN2CNS(=0)(CC2)  InChI=1S/C7H16N404S2/c12-  AJKIRUJIDFJUKI-
o=8" ™y 7 "s=o =0)CN1)=0 16(13)3-1-10(5-8-16)7-11-2-4-  UHFFFAOYSA-N
HN._M.__M.__MH 17(14,15)9-6-11/h8-9H,1-7H2
chloramphenicol 9.01 oH ci CIC(CNC(NIC@H](CO)[C@@H  InChi=1S/C11H12CI2N205/c12  WIIZWVCIKGZOK
- "'["‘-\-\..-'H'- A 1(C1=CC=C(C=C1)[N+]([O- -10(13)11(18)14-8(5-16)9(17)6-  -RKDXNWHRSA-N
J: J’ T © 1)=0)0)=0 1-3-7(4-2-6)15(19)20/h1-4,8-
N e o~ © 10,16-17H,5H2,(H,14,18)/t8-,9-
/m1/s1
chloramphenicol 9.02 CIC(CC(N[C@H](COC(CCCCC  InChi=1S/C27H42CI2N206/cl-  PXKHGMGELZGIQ
palmitate 1"' f j' CCCCCCCCCO)=0)[C@@H](C ~ 2-3-4-5-6-7-8-9-10-11-12-13-  E-ILBGXUMGSA-N
e e M 1=CC=C(C=C1)[N+]([O- 14-15-24(32)37-20-23(30-
) ﬂ ]: 1)=0)0)=0 27(34)26(28)29)25(33)21-16-
L o 18-22(19-17-21)31(35)36/h16-
M 19,23,25-26,33H,2-
15,20H2,1H3,(H,30,34)/t23-
,25-/m1/s1
chloramphenicol 9.03 oH a CIC(CC(N[C@H](COC(CCC(O  InChi=1S/C15H16CI2N208/c16  LIRCDOVIWUGTM

hemisuccinate

)=0)=0)[C@@H](C1=CC=C(C
=C1)IN+]([0-])=0)0)=0

-14(17)15(24)18-10(7-27-
12(22)6-5-11(20)21)13(23)8-1-
3-9(4-2-8)19(25)26/h1-4,10,13-
14,23H,5-
7H2,(H,18,24)(H,20,21)/t10-
,13+/m1/s1

W-MFKMUULPSA-
N
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Name # Chemdraw SMILES InChl InChlKey
thiamphenicol 9.04 OH cl CIC(CI)C(N[C@H](CO)[C@@H  InChl=1S/C12H15CI2NO5S/cl-  OTVAEFIXILOWRX
N #!_H._’H_ "l"‘cl 1(C1=CC=C(C=C1)$(C)(=0)=0)  21(19,20)8-4-2-7(3-5- -NXEZZACHSA-N
& TI 0)=0 8)10(17)9(6-16)15-
:“3-#*&__; WO 0 12(18)11(13)14/h2-5,9-11,16-
Q7 17H,6H2,1H3,(H,15,18)/t9-,10-
/m1/s1
azidamfenicol 9.05 OH 0=C(CN=[N+]=[N- InChl=1S/C11H13N505/c12- SGRUZFCHLOFYHZ
o~ #.!.H_J._E_.h .y N[C@H](CO)[C@@H](C1=C  15-13-5-10(18)14-9(6- -MWLCHTKSSA-N
T : [ M C=C(C=C1)[N+]([0-])=0)0 17)11(19)7-1-3-8(4-2-
DJH"““"" Ho™ o 7)16(20)21/h1-
4,9,11,17,19H,5-
6H2,(H,14,18)/t9-,11-/m1/s1
thiamphenicol 9.06 H i CIC(CI)C(N[C@H](COC(CN)=0  InChl=1S/C14H18CI2N206S/c1- AMGKHLVPQHMH
glycinate .y _w",]__ _,lH )[C@@H](C1=CC=C(C=C1)S(C  25(22,23)9-4-2-8(3-5- GQ-ZYHUDNBSSA-
i I i T @ )(=0)=0)0)=0 9)12(20)10(7-24-11(19)6- N
:E. i ~0 Q 17)18-14(21)13(15)16/h2-
o7, 5,10,12-13,20H,6-
n-ﬁ“xs-“"i 7,17H2,1H3,(H,18,21)/t10-,12-
/m1/s1
fusidic acid 10.01 S ClCe@]12[C@@]3([C@](C[  InChI=1S/C31H4806/c1- IECPWNUMDGFD
.'I--.H--\.--:Dﬁ ceH]([C@@]1([H])[C@@]4(  17(2)9-8-10-20(28(35)36)26- KC-MZJAQBGESA-
: _-"‘-\._H_'III [Ce@@]([C@@H]([C@@H](C  22-15-24(34)27-29(5)13-12- N
’ : - v e C4)0)C)([H])CC2)C)O)([H])/C(  23(33)18(3)21(29)11-14-
“‘1”'}' {x [C@H](C3)OC(C)=0)=C(C(0)=  30(27,6)31(22,7)16-25(26)37-
[ H T 0)\cc/C=C(C)\C)C 19(4)32/h9,18,21-25,27,33-
Hg e e 34H,8,10-16H2,1-

7H3,(H,35,36)/b26-20-/t18-,21-
,22-,23+,24+,25-,27-,29-,30-
,31-/m0/s1
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Name # Chemdraw SMILES InChl InChlKey
lincomycin 11.01 — Se 0=C([C@H]IN(C[C@@H](C1)  InChI=1S/C18H34N2065/c1-5-  OJMMVQQUTAE
' : » CCC)CN[C@H]([C@@H](C)O  6-10-7-11(20(3)8-10)17(25)19-  WLP-KIDUDLILSA-
' il St JC@HI20[CR@HI(IC@@HI(  12(9(2)21)16- N
T [C@H]([C@H]20)0)0)SC 14(23)13(22)15(24)18(26-
j o 16)27-4/h9-16,18,21-24H,5-
o o 8H2,1-4H3,(H,19,25)/t9-,10-
,11+,12-,13+,14-,15-,16-,18-
/m1/s1
clindamycin 11.02 e - 0=C([C@H]IN(C[C@@H](C1)  InChl=1S/C18H33CIN2055/cl-  KDLRVYVGXIQJDK
{' ! o H oo CCC)ON[C@H]([C@H](C)C)[  5-6-10-7-11(21(3)8- -AWPVFWIPSA-N
'u"l\rﬁ' rlb = C@H]20[C@@H]([C@@H]([  10)17(25)20-12(9(2)19)16-
T - #.L C@H]([C@H]20)0)0)sC 14(23)13(22)15(24)18(26-
\L [ o 16)27-4/h9-16,18,22-24H,5-
g~ OH 8H2,1-4H3,(H,20,25)/19-
,10+,11-,12+,13-
,14+,15+,16+,18+/m0/s1
clindamycin 11.03 R i i e il 0=C([C@H]IN(C[C@@H](C1)  InChI=1S/C34H63CIN2065/c1-  OYSKUZDIHNKWL
palmitate CCO)CN[C@H]([C@H(C)CN)  6-8-9-10-11-12-13-14-15-16- V-PRUAPSLNSA-N
T e C@H]20[C@@H)([C@@H]([  17-18-19-21-27(38)42-32-
{ W . H™ [ C@H]([C@H]20)0)OC(CCCCC  30(40)29(39)31(43-34(32)44-
K ’}""1-’” : r’" CCCCCCCCCC)=0)SC 5)28(24(3)35)36-33(41)26-22-
e “"-._f-lﬂ oH® 25(20-7-2)23-37(26)4/h24-
. T 26,28-32,34,39-40H,6-23H2,1-
L 5H3,(H,36,41)/t24-,25+,26-
,28+,29+,30-
,31+,32+,34+/m0/s1
clindamycin 11.04 T e 0=C([C@H]IN(C[C@@H](C1)  InChI=1S/C18H34CIN208PS/c1- UFUVLHLTWXBHG
phosphate Fo : CCO)ON[C@H]([C@H](C)C)[  5-6-10-7-11(21(3)8- Z-MGZQPHGTSA-

CeH20[C@@H]([C@@H]([
C@H]([C@H]20)0)0P(0)(0)
=0)SC

10)17(24)20-12(9(2)19)15-
13(22)14(23)16(18(28-15)31-
4)29-30(25,26)27/h9-16,18,22-
23H,5-8H2,1-
4H3,(H,20,24)(H2,25,26,27)/t9-
,10+,11-,12+,13+,14-
,15+,16+,18+/m0/s1

N
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Name # Chemdraw

SMILES

InChl

InChlKey

rifamycin B 12.01 H ]
l‘ul.'ul:'ﬂ___.-"'\-.\, e

. ot
o

C/C(C(N1)=0)=C/C=C/[C@H](
C)[C@H](0)[C@@H](C)[C@
@H](0)[C@@H](C)[C@H](O
C(C)=0)[C@H](C)[Ce@H](O
()/C=C/0[C@@]2(C)0C3=C{
€(C(0CC(0)=0)=CC1=C40)=C
4C(0)=C3C)C2=0

InChl=1S/C39H49N014/c1-17-
11-10-12-18(2)38(49)40-24-15-
26(51-16-27(42)43)28-
29(34(24)47)33(46)22(6)36-
30(28)37(48)39(8,54-36)52-14-
13-25(50-9)19(3)35(53-
23(7)41)21(5)32(45)20(4)31(17
)44/h10-15,17,19-21,25,31-
32,35,44-47H,16H2,1-
9H3,(H,40,49)(H,42,43)/b11-
10+,14-13+,18-12-/t17-
,19+,20+,21+,25-,31-
,32+,35+,39-/m0/s1

SQTCRTQCPJICLD-
KTQDUKAHSA-N

rifamycin SV 12.02 l

' oH  OH
[ T N

| 0 -"'{:-_CT.-"‘"\-. e
aH
a

C/C(C(N1)=0)=C/C=C/[C@H](
C)[C@H](0)[C@@H](C)[C@
@H](0)[C@@H](C)[C@H](O
C(C)=0)[C@H](C)[C@@H](O
()/C=C/0[C@@]2(C)0C3=C{
C(C(0)=CC1=C40)=C4C(0)=C
3C)C2=0

InChl=1S/C37H47N012/c1-16-
11-10-12-17(2)36(46)38-23-15-
24(40)26-
27(32(23)44)31(43)21(6)34-
28(26)35(45)37(8,50-34)48-14-
13-25(47-9)18(3)33(49-
22(7)39)20(5)30(42)19(4)29(16
)41/h10-16,18-20,25,29-
30,33,40-44H,1-
9H3,(H,38,46)/b11-10+,14-
13+,17-12-/t16-
,18+,19+,20+,25-,29-
,30+,33+,37-/m0/s1

HJYYPODYNSCCO
U-ODRIEIDWSA-N
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Name # Chemdraw SMILES InChl InChlKey
rifamide 12.03 : : 1 C/C(C(N1)=0)=C/C=C/[C@H](  InChI=15/C43H58N2013/c1- VFYNXKZVOUXHD
Boly o o C)[C@H](0)[C@@H](C)[C@  12-45(13-2)31(47)20-55-30-19-  X-VDPUEHCXSA-N
E':H 4E:||-| o ,|-~. @H](0)[C@@H](C)[C@H](0O  28-38(51)33-32(30)34-
Mad. oH o HT- . C(C)=0)[C@H](C)[C@@H](0O  40(26(8)37(33)50)58-
| LT ()/C=C/O[C@@]2(C)OC3=C(  43(10,41(34)52)56-18-17-
= e C(C(OCC(N(CC)CC)=0)=CC1=  29(54-11)23(5)39(57-
| I __]H#J C40)=C4C(0)=C3C)C2=0 27(9)46)25(7)36(49)24(6)35(48
8. T T )21(3)15-14-16-22(4)42(53)44-
b, !h . 28/h14-19,21,23-25,29,35-
o ’1 36,39,48-51H,12-13,20H2,1-
0" T 11H3,(H,44,53)/b15-14+,18-
L. 17+,22-16-/t21-
. ,23+,24+,25+,29-,35-
,36+,39+,43-/m0/s1
rifampicin C/C(C(N1)=0)=C/C=C/[C@H](  InChl=1S/C43H58N4012/c1- JOXXHWHPUNPD

12.04 'I

C)[C@H](0)[C@@H](C)[C@
@H](0)[C@@H](C)[C@H](O
C(C)=0)[C@H](C)[C@@H](O
C)/C=C/0[C@@]2(C)0C3=C(
C(C(0)=C(/C=N/N4CCN(CC4)
()C1=C50)=C5C(0)=C3C)C2=
o)

21-12-11-13-22(2)42(55)45-33-
28(20-44-47-17-15-46(9)16-18-
47)37(52)30-
31(38(33)53)36(51)26(6)40-
32(30)41(54)43(8,59-40)57-19-
14-29(56-10)23(3)39(58-
27(7)48)25(5)35(50)24(4)34(21
)49/h11-14,19-21,23-25,29,34-
35,39,49-53H,15-18H2,1-
10H3,(H,45,55)/b12-11+,19-
14+,22-13-,44-20+/t21-
,23+,24+,25+,29- 34-
,35+,39+,43-/m0/s1

RT-WLSIYKJHSA-N
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Name # Chemdraw SMILES InChl InChlKey
rifaximin 12.05 : I C/C(C(N1)=0)=C/C=C/[C InChl=1S/C43H51N3011/c1  NZCRJKRKKOLA
A o @H](C)[C@H](O)[C@@H] -19-14-16-46-28(18-19)44-  OJ-LUJLLCOKSA-
- j LJ;',H ,;,_, Q. u (C)[C@@H](O)[C@@H](C  32-29-30-37(50)25(7)40- N
0H  OH )[C@H](OC(C)=0)[C@H](C  31(29)41(52)43(9,57-40)55-
| - L MH )[C@@H](0OC)/C=C/O[C@ 17-15-27(54-10)22(4)39(56-
I L #L @]2(C)OC3=C(C(C(N=CAN  26(8)47)24(6)36(49)23(5)35
n‘:]:' L w Ny 5C=CC(C)=C4)=C5C1=C60  (48)20(2)12-11-13-
H= _3 )=C6C(0)=C3C)C2=0 21(3)42(53)45-
“ %= ? 33(34(32)46)38(30)51/h11-
18,20,22-24,27,35-
36,39,48-51H,1-
10H3,(H,45,53)/b12-
11+,17-15+,21-13-/t20-
,22+,23+,24+,27-,35-
,36+,39+,43+/m0/s1
rifapentine 12.06 : : l C/C(C(N1)=0)=C/C=C/[C@H](  InChI=15/C47H64N4012/c1- WDZCUPBHRAEY
LT R e e C)[C@H](0)[C@@H](C)[C@  24-13-12-14-25(2)46(59)49-37-  DL-GZAUEHORSA-

@H](0)[C@@H](C)[C@H](0
C(C)=0)[C@H](C)[C@@H](O
C)/c=C/0[C@@]2(C)O0C3=C(
C(C(0)=C(/C=N/N4CCN(CC4)
C5CCCC5)C1=C60)=C6C(0)=C
3C)C2=0

32(23-48-51-20-18-50(19-21-
51)31-15-10-11-16-
31)41(56)34-
35(42(37)57)40(55)29(6)44-
36(34)45(58)47(8,63-44)61-22-
17-33(60-9)26(3)43(62-
30(7)52)28(5)39(54)27(4)38(24
)53/h12-14,17,22-24,26-
28,31,33,38-39,43,53-57H,10-
11,15-16,18-21H2,1-
9H3,(H,49,59)/b13-12+,22-
17+,25-14-,48-23+/t24-
,26+,27+,28+,33-,38-
,39+,43+,47-/m0/s1

N
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Name # Chemdraw SMILES InChl InChlKey
rifabutin 12.07 : C/C(C(N1)=0)=C/C=C/[C@H](  InChI=15/C46H62N4011/c1- ATEBXHFBFRCZM
L e C)[C@H](0)[C@@H](C)[C@  22(2)21-50-18-16-46(17-19- A-VXTBVIBXSA-N
i | @H](0)[C@@H](C)[C@H](0  50)48-34-31-32-39(54)28(8)42-
Mol o nHﬂHn D™ C(C)=0)[C@H](C)[C@@H](0  33(31)43(56)45(10,61-42)59-
l Ll am ()/C=C/0[C@@]2(C)OC3=C(  20-15-30(58-11)25(5)41(60-
e T C(C4=NC5(CCN(CC(C)C)CC5)  29(9)51)27(7)38(53)26(6)37(52
j L J :L NC4=C1C6=0)=C6C(0)=C3C)  )23(3)13-12-14-24(4)44(57)47-
'}..,.j’ SO €2-0 36(40(32)55)35(34)49-46/h12-
bt N E/ " 15,20,22-23,25-27,30,37-
o J 38,41,49,52-54H,16-19,21H2,1-
\“—N,‘_{,- 11H3,(H,47,57)/b13-12+,20-
'\ 15+,24-14-/t23-
,25+,26+,27+,30-,37-
,38+,41+,45-/m0/s1
novobiocin 13.01 M0 o CC1=C(O[C@H]2[C@H](0)[C  InChI=1S/C31H36N2011/c1- YJQPYGGHQPGBLI
1 @H](OC(N)=0)[C@@H](OC)C  14(2)7-8-16-13-17(9-11- -KGSXXDOSSA-N
':"‘T- e e O 20 (C)(C)02)C=CC3=C1OC(C(NC(  19(16)34)27(37)33-21-
. ,‘I:' ﬂq_;_L_Hf,;l ,L e ,J C4=CC(C/C=C(C)\C)=C(0)C=C  22(35)18-10-12-
MeQ™ X “ T § T |”‘ 4)=0)=C30)=0 20(15(3)24(18)42-28(21)38)41-
' aH T 29-23(36)25(43-
30(32)39)26(40-6)31(4,5)44-
29/h7,9-13,23,25-26,29,34-
36H,8H2,1-
6H3,(H2,32,39)(H,33,37)/t23-
,25+,26-,29-/m1/s1
fosfomycin 14.01 a C[C@H]1[C@@H](P(0)(0)=0  InChl=1S/C3H704P/c1-2-3(7- YMDXZIFXQJVXBF
o 70 )o1 2)8(4,5)6/h2- -STHAYSLISA-N
"] "aH 3H,1H3,(H2,4,5,6)/t2-
,3+/m0/s1
pleuromutilin 15.01 | [HI[C@@]1([C@@]2(C)[C@H  InChI=1S/C22H3405/c1-6- ZRZNJUXESFHSIO-
HO._ \ H J(C)CClC@]13[C@@H](C)[C  20(4)11-16(27-17(25)12- BKUNHTPHSA-N
e o -{P @H](0)[C@®@)(C=C)(C)C[C@  23)21(5)13(2)7-9-
L=l st H]20C(C0)=0)C(CC3)=0 22(14(3)19(20)26)10-8-
e D 15(24)18(21)22/h6,13-
- J 14,16,18-19,23,26H,1,7-
& 12H2,2-5H3/t13-,14+,16-

,18+,19+,20-,21+,22+/m1/s1
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Name # Chemdraw SMILES InChl InChlKey

retapamulin 15.02 i [Hl[C@@]1([C@@]2(C)[C@H  InChl=15/C30H47N0O4S/c1-7- STZYTFJPGGDRID-
-:f-.:.-‘? l(C)ccic@]13[C@@H](C)[C 28(4)16-24(35-25(33)17-36-22-  PFNMIMLKSA-N
-] @H](0)[C@@](C=C)(C)C[C@  14-20-8-9-21(15-
L\r | H]20C(CS[C@@H]4C[C@@H  22)31(20)6)29(5)18(2)10-12-
5. x\_-" _{m 1(CC[C@H]5C4)N5C)=0)C(CC  30(19(3)27(28)34)13-11-
1\ faln 3)=0 23(32)26(29)30/h7,18-
o~ Maw i' H II:I 22,24,26-27,34H,1,8-17H2,2-
R 6H3/t18-,19+,20+,21+,24-
— rio :} ,26+,27+,28-,29+,30+/m1/s1
o=
lefamulin 15.03 HH; [H[C@@]1([C@@]2(C)[C@H  InChl=1S/C28H45NO5S/c1-6- KPVIXBKIJXZQJX-
5 l(C)cclc@]13[C@ @H](C)[C 26(4)14-22(34-23(32)15-35-21-  FCEONZPQSA-N
s @H](0)[C@@](C=C)(C)C[C@  8-7-18(29)13-
— KTJ H]20C(CS[C@ @H]4CC[C@H]  20(21)31)27(5)16(2)9-11-
: | _ (C[C@H]40)N)=0)C(CC3)=0  28(17(3)25(26)33)12-10-
- ““:.._ J_-'.:IH 19(30)24(27)28/h6,16-18,20-
,L Pl 22,24-25,31,33H,1,7-
o Qo 15,29H2,2-5H3/t16-,17+,18-
—_— i ,20-,21-,22-,24+,25+,26-
i -'_:-':!_' _.-":l ,27+,28+/m1/s1
mupirocin 16.01 OH C/C(C[C@@H]1O0C[C@H](C[C  InChI=15/C26H4409/c1-16(13-  MINDHVHHQZYEE
i HO: _,i.HI .-HM{_ﬁ,];_.n._u_ﬁ_u.ﬁ_u.ﬁ.“nED‘H @H](02)[C@@H2[C@@H](  23(30)33-11-9-7-5-4-6-8-10- K-HBBNESRFSA-N
. x;-fﬁ“hihﬂ & C)[C@@H](0)C)[C@@H](0)[  22(28)29)12-20-

C@H]10)=C\C(OCCCCCCCCC(  25(32)24(31)19(15-34-20)14-

0)=0)=0 21-26(35-
21)17(2)18(3)27/h13,17-21,24-
27,31-32H,4-12,14-15H2,1-
3H3,(H,28,29)/b16-13+/t17-
,18-,19-,20-,21-,24+,25-,26-
/m0/s1




Name # Chemdraw SMILES InChl InChlKey
fidaxomicin 17.01 cl 0=C1/C(CO[C@@H]20[C@H  InChl=1S/C52H74Cl2018/c1- ZVGNESXIJDCBKN
L. .|H 0H 1(C)[C@@H](OC(C3=C(CC)C(C  13-30-22-26(6)33(56)18-16-15-  -UUEYKCAUSA-N
aH =

1)=C(0)C(Cl)=C30)=0)[C@H](
0)[C@@H]20C)=C/C=C/C[C
@H](0)/C(C)=C/[C@H](CC)[C
@@H](O[C@H]4[C@@H](0)
[C@@H](0)[C@H](O0C(C(C)C)
=0)C(C)(C)04)/c(C)=¢/c(C)=C
/ClC@@H]([C@@H](C)0)01

17-31(23-66-51-45(65-
12)42(61)44(29(9)67-51)69-
49(64)35-32(14-
2)36(53)39(58)37(54)38(35)57)
48(63)68-34(28(8)55)20-19-
25(5)21-27(7)43(30)70-50-
41(60)40(59)46(52(10,11)72-
50)71-47(62)24(3)4/h15-
17,19,21-22,24,28-30,33-
34,40-46,50-51,55-61H,13-
14,18,20,23H2,1-12H3/b16-
15+,25-19+,26-22+,27-21+,31-
17+/t28-,29-,30+,33+,34+,40-
JA1+,42+ 43+ 44- 45+ 46+,50-
,51-/m1/s1
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