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214  Figure S8: Time dependent evolution of RMSD (A) and RMSF (B) plots of BP-2 during 100 ns simulation. Color code: Black = Apo; Blue=
215  Complex and Green = Ligand only.
216
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218  Figure S9: Time dependent evolution of RMSD (A) and RMSF (B) plots of CP-2 during 100 ns simulation. Color code: Black = Apo; Blue=
219  Complex and Green = Ligand only.
220
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Figure S10: Time dependent evolution of RMSD (A) and RMSF (B) plots of YP-2 during 100 ns simulation. Color code: Black = Apo; Blue=
Complex and Green = Ligand only.
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226  Figure S11: Time dependent evolution of RMSD (A) and RMSF (B) plots of Cat-K during 100 ns simulation. Color code: Black = Apo; Blue=
227  Complex and Green = Ligand only.
228
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230  Figure S12: Time dependent evolution of RMSD (A) and RMSF (B) plots of Cat-L during 100 ns simulation. Color code: Black = Apo; Blue=
231 Complex and Green = Ligand only.
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234  Figure S13: Time dependent evolution of RMSD (A) and RMSF (B) plots of Cat-S during 100 ns simulation. Color code: Black = Apo; Blue=
235  Complex and Green = Ligand only.
236
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242 Figure S14. Ca protein backbone RMSD distribution histogram plots for apo and ligand bound protein systems. The effect of ligand binding on
243  the global conformational variation for each protein can be determined by comparing the mean () of the complex (dashed red line) and that of
244 the corresponding apo system. ¢ denotes the conformational distribution standard deviation over the last 70 ns of simulation.
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247  Figure S15. Ligand backbone RMSD distribution plots for the various ligands bound to plasmodial and human proteins. The dashed red line
248  indicates the RMSD mean (p) per each ligand while ¢ denotes the standard deviation during the last 70 ns of simulation.
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Figure S16. The effect of ligand binding on the fluctuations of each protein residue as determined by Root Mean Square Fluctuations (RMSF).
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Marked in red wedges are the catalytic triad (Cys-His-Asn) residues of each protein. The colour bars at the top correspond to the protein loops as

shown on the right.
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Figure S17: Dynamic residue network analysis (betweenness of centrality and average shortest path) of FP-2 in the presence of different
ligands. Color code: Black = Apo; Red= Complex. The location of residues with significant high average BC and low average L score are shown
in red and blue on the protein structure.



9000 Ave. BC 1 Ave. L ie RMSF 30 Ave. BC 4 Ave. L 19 RMSF
T s 8 08 2500 ] 08
° - ; ©
o 2000 0.7 2000 07 P
S sw § W o8 1500 £ M \/’\M o a9
S .5 . —
(ZJ 1000 ‘ 4 3; 1000 4 3;} !\ ;‘;
% s 2 0z i 500 R‘ 2 a2 & | <
b 01 v . ol . TV, -
3000 10 10 3000 10 10
% 09 09 ]
n 2% 8 / o8 2500 8 o8 ]
0. .’
o e 6 0.6 e 6 0.6 e
= 1500 v 05 1500 \'\/ 05 5
) 4 04 4 04 ©
b4 108 03 1080 . 03 (3]
2 i : 5 sl : E ; -
wv) 0 0.0 0
o~ 3000 10 10 3000 10 10
09 09
& = 8 08 2500 8 08 by
S 2000 ¢ 27 <~
= 6 6 0.6 w)
Q1500 0.5 &
Z tooo 4 4 04 g
03
:,5 500 2 2 02 | "’\' 2
o1 ;
GUHEVTY, VWKW W W WER , L L, g DEAASEN e b, ) GUAUTL VRN W R VYR, e ] itk alhd A
50 100 150 200 250 1 50 100 150 200 250
g W 10 Residue number
& 2500 8
=3
. 6 w,k J
O 1500 M
S m . AT
< Ave. L
w500 2
0 0
O
— 3000 10
2 2sm
fae) 8 - J
S ol J L\ ‘ 8
Q 1500 > 4
7. s -~ « —
% > > T
w50 2 J
/ .
0 <8 " St
> 4 f._y»‘
3000 10 >
«~
.l:) 2500 8 :
S 5 i ! -
Z 1000 B
é 500 | 2
0 0
1 50 100 150 200 250 1 50 100 150 200 250 FP'3
260 Residue number

261

262  Figure S18: Dynamic residue network analysis (betweenness of centrality and average shortest path) of FP-3 in the presence of different

263  ligands. Color code: Black = Apo; Red= Complex. The location of residues with significant high average BC and low average L score are shown
264  inred and blue on the protein structure.
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267  Figure S19: Dynamic residue network analysis (betweenness of centrality and average shortest path) of VP-2 in the presence of different

268 ligands. Color code: Black = Apo; Red= Complex. The location of residues with significant high average BC and low average L score are shown
269 inred and blue on the protein structure.
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272 Figure S20: Dynamic residue network analysis (betweenness of centrality and average shortest path) of VP-3 in the presence of different

273 ligands. Color code: Black = Apo; Red= Complex. The location of residues with significant high average BC and low average L score are shown
274  inred and blue on the protein structure.
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277  Figure S21: Dynamic residue network analysis (betweenness of centrality and average shortest path) of KP-2 in the presence of different

278  ligands. Color code: Black = Apo; Red= Complex. The location of residues with significant high average BC and low average L score are shown
279 inred and blue on the protein structure.
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282  Figure S22: Dynamic residue network analysis (betweenness of centrality and average shortest path) of KP-3 in the presence of different

283  ligands. Color code: Black = Apo; Red= Complex. The location of residues with significant high average BC and low average L score are shown
284  inred and blue on the protein structure.
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Figure S23: Dynamic residue network analysis (betweenness of centrality and average shortest path) of BP-2 in the presence of different
ligands. Color code: Black = Apo; Red= Complex. The location of residues with significant high average BC and low average L score are shown
in red and blue on the protein structure.
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292  Figure S24: Dynamic residue network analysis (betweenness of centrality and average shortest path) of CP-2 in the presence of different

293  ligands. Color code: Black = Apo; Red= Complex. The location of residues with significant high average BC and low average L score are shown
294  inred and blue on the protein structure.
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Figure S25: Dynamic residue network analysis (betweenness of centrality and average shortest path) of YP-2 in the presence of different
ligands. Color code: Black = Apo; Red= Complex. The location of residues with significant high average BC and low average L score are shown
in red and blue on the protein structure.
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307 Figure S27: Dynamic residue network analysis (betweenness of centrality and average shortest path) of Cat-L in the presence of different

308 ligands. Color code: Black = Apo; Red= Complex. The location of residues with significant high average BC and low average L score are shown
309 inred and blue on the protein structure.
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312  Figure S28: Dynamic residue network analysis (betweenness of centrality and average shortest path) of Cat-S in the presence of different

313  ligands. Color code: Black = Apo; Red= Complex. The location of residues with significant high average BC and low average L score are shown
314  inred and blue on the protein structure.
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Figure S30: Plots showing FP-2 residues with significant changes in average a) BC and B) L upon ligand binding.
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Figure S31: Plots showing FP-3 residues with significant changes in average a) BC and B) L upon ligand binding.

2
SANC00371 SANC00372
2
T d H‘L A ol ey _Mlu..t, -
2
SANC00373 ) 126461286
: ey H'mJ i " R IR | VIS
2
126462623 , 126465495
N K| . . Losiba..... .
2
0 50 100 150 200 250 0 50 100 150 200 250



ABC

326

327
328

1000

-1000

1000

-1000

1000

=1000

1000

~1000

1000

~1000

A SANC00365

SANCO0364
1000
"‘IJ'¥U||"P'"'|JI'J|."\\’r‘""lh*\“"lu' .\A's.l,,L.J.JI.n.‘“;.;nd*h_ﬁ‘k ..... ‘“Ln ..... Trl‘“'nl!lh‘m‘b 0 -"Lrh"#“'"'ﬂi'h#wlﬂ"""v*‘h'f"rul'mf'n"l"’ I'"AI'L‘HL"T"*"‘ Tll.il.JJ[ W|M"’|HI”A'"
-1000
SANCO0367 SANC00369
1000
— I,.q...u,r, i ‘\,..,._.(_',.‘J...‘LﬂJ.u.l,\‘.,.'ll..‘,.r... .‘hh,.,...,ri\ ..... ,.Jr\d.r, 0 .J..J.IL‘.JHN.I..)JI..IF‘"...,a,“.LA. .l,....rl@,.‘.|'m|'.l4..q.‘r',\wﬂq_|1,|’,, .\.._rl.,,.,..'Jmu..,‘.“.ﬂ\hru.
-1000
SANCO0371 SANCD03T2
1000
.. ..,lvrl.l‘.‘.,m'L,,,_..T,L. ",,.._h.\,,F;J.rl..‘u.\.h,‘.,.;,h;.‘.ﬂﬂ\ .\"I,.._,,.._,rl.ql.l..qauw||lf,. 0 _,TJJL.J.JWJIMI...J\n,,._.|.,LL.‘u,...,r.w,.J.J‘LH_.‘,‘.,l_.",‘u‘l..,_....w...,.rL,,. ‘lmla.%ll.fnl,L
-1000
SANCO0373 126461286
1000
- ..;l.,rlJl otlpgenad S H.r....uph.,lj..Il,!hl..l‘..r,.\ .WIh.,,,.."‘"l.h..‘.\huhllli,.. 0 _..,.a.l.,.,LﬂJ_...qll...FLT,....,II.VH. ..,,\rrl,».',.i.J‘l.,. ol rr LJUL‘I..’,, calbps .mlulJL.JH.lLr,.
~1000
126462623 126465495
1000
-L'J"HWIF"H“I'IMIH‘F'MLJJ‘I ‘"""F'l.I"iJ"LT'J”"'"J"'.'m"L|v|"m"1I"'"""H']lj""ﬁ'wu"f" 0 'J"'F"I'\‘r\'""j'ﬂ'-‘I'JL‘[‘""JﬂJ"""‘"r"l"‘lv"Ll"L""‘l"'1“’i""""f" ““ﬂil"r" .,Hw.,....;.‘ll.lLl.\.\‘
-1000
50 100 150 200 0 50 100 150 200 250

Residue number

AL

SANCO0364

u.wwv ARTIRTT— | _“'...J.Iml g PRSI T

B SANCO0365

r

. 0 r'”"‘""T'T"‘ R——— I‘"j' “.k.JLI'ﬁm., - ,_,..T.,p,“,.__..lil,.......,_.._.._“\_.
2
SANC00367 SANC00369
2
I..;..im.;....‘l,. S, ,.._.Il.iu.‘._......_._.. s ...,um.-n...,u....lill. e 0 ll..\‘]"“,._l.l‘ et ot it _..J\i'J ) SR M- ‘....._.J,...I‘._.A...
2
SANC00371 SANCO03T2
2
......._L._..\.,‘ .....u.A.ﬂ...,_,..lll_,iiq ..... e L o .-,]JIHI.W..A... ._..\...‘,,'_.L‘..,‘..dk'l_‘u...._.._‘.u PSP M-
-2
SANCO0373 2 126461286
...... i J“M....‘.,.._ P SIPRPOTI 0 ... |-‘ PR ,,,."M“.‘,.ALlFﬂmM.‘..N.mm.Aruu.‘.. Ma..ﬂ-n.._.«,w,.qlil..,.Lw
-2
126462623 3 126465495
mn iﬁ bt i Jlrll\.w g . T 0 u.n.u”l,h,,..... "‘a-.ﬁl\.”km ey
-2
0 100 150 200 250 0 50 100 150 00 250

Residue number

Figure S32: Plots showing VP-2 residues with significant changes in average a) BC and B) L upon ligand binding.
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330 Figure S33: Plots showing VP-3 residues with significant changes in average a) BC and B) L upon ligand binding.
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Figure S34: Plots showing KP-2 residues with significant changes in average a) BC and B) L upon ligand binding.
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Figure S35: Plots showing KP-3 residues with significant changes in average a) BC and B) L upon ligand binding.
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Figure S36: Plots showing BP-2 residues with significant changes in average a) BC and B) L upon ligand binding.
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342  Figure S37: Plots showing CP-2 residues with significant changes in average a) BC and B) L upon ligand binding.
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Figure S38: Plots showing YP-2 residues with significant changes in average a) BC and B) L upon ligand binding.
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348  Figure S39: Plots showing Cat-K residues with significant changes in average a) BC and B) L upon ligand binding.

349

1000

- 1008

1000

-1000

1000

SANC00364 A SANC00365
1000
m Jeshyoifh Jluw 0 ...,.,,.,.,nr,hL...|,|,‘J._,:.L,,“..L".u..n._.a,_......a....."_.,.....g.»,).,..;.r_...l.,,.\‘."'.
-1000
SANCO00367 SANC00369
1000
TN B! aﬂ‘ 0 m] ._‘all | el . [ I I, I" .,ql..._l\.-ll-rlyl.
-1000
SANCO00371 SANC00372
1000

AL

._,‘.JL‘.,n_n_*ph...H_J._,J.;,m,,L.,.h .IIJlL e J"\'r‘r ‘,;.....A_.w.r‘

oty sl gL 0
~1000
SANC00373 126461286
1000
SRR RN TN B HPRISPUUP W Lo 0| b ‘|'wau, eptarme ‘,,.r,.xn.“l“
-1000
126462623 126465495
1000
1|,.L|r1uh._+ ‘Jp,ll . LQTHL... JTJA - JJIL... ""IH\"""‘J'” """I‘”‘ 0 .,.,,'.Ill‘..\hL.,.l,, ST BV P \Jn'i, “""'J“‘Hl['l'
~1000
150 200 250 0 50 100 150 200 250

Residue number

SRR T ,‘].LL‘_L_..ML,,_HF, - ,A.W_‘L,L

SANCO0364 SANC00365
2
||I L o e s I|I .JL_
2
SANC00367 SANC00369
2
PP SUR VI B RN b Y R rﬁ.q,,. i e s ..g.gAL‘
2
SANCO003T1 SANC00372
2

Y DO OOV N T R o e

SANC00373

it M natl ot P JL‘.n.‘_......hJ'-...mu.._.. _L._

126461286

[ S ‘,‘I...-I.m_,_h.,_..u .,.__.‘1.‘..1.,“ — ._.,‘,JLV..

126462623

O YUV RO TR T ._...AJ'...M..,_-.._..L..,.

126465495

] T v vl nn 4.._..JL..

150 200

250 0

100 150 200

Residue number



4BC

350

1000

-1000

SANCO00364 SANC00365
1000
R -,.;FL, ey L g -k dt 0 | ot s el e KA g g sl
-1000
SANCO00367 SANC00369
1000
S Y Y PR R Y ERY P UL W bt [l S—— PO - e e .L.'.Whl..gu..
-1000
SANCO00371 SANC00372
1000
bt e et e ek gy gt b Oty e g st iy Do g s
-1000
SANC00373 126461286
1000
N N "ILF‘ SRR TN NV PP o .)J.A‘.',];.'M_H,,ﬁmwl ‘WL'IT""L r‘,». - ““'ll"""' T
-1000
126462623 126465495
1000
TR PR PPV TR Wy 0 ”1r SR P -
-1000
150 200 250 150 200

Residue number

-2

SANCO00364 SANC00365
2
T 'V S ——— ___T__.-L..__. . 0 fymaen e Y| e
2
SANCO00367 SANCO0369
2
N— —— _— .JI.‘I,.‘Ir.;.._‘ T ¥ S PP b e ;...AJ-,,.WJ‘,_... SR T,..Ju —
2
SANCO00371 SANC00372
2
e ,‘_f._,,i\,l..lr.,_ _.....__....,.-I_...‘l.... T PSP [ T— — “i.L ‘11' - .
2
SANC00373 s 126461286
- " T S ok ......_“‘,._.._Tl,,,....,,'u "
-2
126462623 126465495
1
- A, T — ¥ " 0 S b a .
2
50 100 150 200 250 o 50 100 150 200

351  Figure S40: Plots showing Cat-L residues with significant changes in average a) BC and B) L upon ligand binding.
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354  Figure S41: Plots showing Cat-S residues with significant changes in average a) BC and B) L upon ligand binding.
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Table S1. Position of the catalytic domain of all proteins used and the corresponding domain numbering.

Protein Position in whole sequence Catalytic domain numbering Seqguence accession number PDB ID
FP-2 244-484 1-243 PF3D7_1115700 20UL
FP-3 250-492 1-242 PF3D7_1115400 3BWK
VP-2 246-487 1-242 PVX 091415 -
VP-3 253-493 1-241 PVX 091410 -
KP-2 252-495 1-244 PKH_091250 -
KP-3 240-479 1-240 PKH_091260 -
BP-2 228-468 1-241 PBANKA 093240 -
CP-2 231-471 1-241 PCHAS 091190 -
YP-2 232-472 1-241 PY00783 -
Cat-K 115-329 1-215 gi | 157830076 30VZ
Cat-L 113-333 1-221 gi | 313754424 30F8
Cat-S 115-331 1-217 gi | 30749675 INPZ




374  Table S2. Residue interaction fingerprint between the different proteins and ligands. Shown in red, pink, green and cyan are residues interacting
375  with S1, S2, S3 and S1’ respectively. In black represent non-subsite residues. Residues are numbered according to the catalytic domain (Table
376  S1).

Protein | S1, S2,S3, S1’° and non-subsite interactions
FP-2 C39,G40,A157,H174,\W206,D35,C42,K37,N38,G171,5205,W210
FP-3 Q38,G42,Y83,A159,H176,W208,D37,A39,L40,D211,W212
SA VP-2 Q37,Y82,A158,H175,W207,D036,A38,N39,5210,W211
A vp-3 C39,G40,D81,V157,H174,W206,5205,W210
KP-2 Q37,C81,D82,T158,H175,W207,C43
g KP-3 G39,C79,D80,A156,H173,W205,D34,5208,W209
0 BP-2 Q37,E158,W207,D36,5206,D210,W211
3 CP-2 Q37,C40,0158,H175,W207,D36,K38,A210,W211
6l YP-2 Q37,C40,A41,E158,H175,W207,D36,Q38,K39,C43
4| Cat-K Q19,C22,G23,0143,H162,W184,N18,524,C25,N187
Cat-L Q20,C23,G24,N67,H164,W190N19,W27,5189,E193,W194
Cat-S Q19,G23,R141,F146,H164,W186,Y18,A185,N189,F190
FP-2 Q36,C39,G40,A157,H174,W206,D35,K37,N38,G171,5205,0209,W210
FP-3 Q38,G42,Y83,A159,H176,W208,D37,A39,L40,C44,D211,W212
S['vp-2 Q37,Y82,A158,H175,W207,036,A38,N39,5210,W211
AVP3 C39,G40,D81,V157,H174,W206,5205,W210
a KP-2 Q37,C81,D82,A153,T158,H175,W207,C43
0 KP-3 Q35,C79,D80,A156,H173,W205,D34,W209
0 BP-2 Q37,E158,W207,D36,5206,D210,W211
3 CP-2 Q37,C40,0158,H175,W207,D36,K38,A210,W211
6l YP-2 Q37,C40,A41,E158,H175,W207,D36,Q38,K39,C43
5| Cat-K Q19,C22,G23,0143,H162,W184,N18,524,C25,N187
Cat-L Q20,C23,G24,N67,H164,W190N19,W27,5189,E193,W194
Cat-S Q19,G23,C66,R141,F146,H164,W186,Y18,A185,N189,F190
FP-2 Q36,C39,G40, (G82,G83,A157,H174,W206,D35,K37,N38,G171,0209,W210
S[FpP3 Q38,G42,Y83, (G84,G85,A159,H176,W208,D37,A39,L40,D211,W212
ApP2 Q37,C40,Y82, (83,G84,V153,A158,H175,W207,D036,A38,N39,W211
a VP-3 Q36,C39,D81, (G82,G83,A152,VV157,H174,W206,K37,N38,W43,5205,W210
0 KP-2 Q37,C81,D82, (G83,G84,1151,A153,N154,T158,H175,W207,C43,A45
0 KP-3 Q35,C38,D80, G81,A156,H173,W205,D34,G36,5204,5208,W209
3| BP-2 Q37,C40,A41,G83,G84, \V153,D154,E158,W?207,D036,038,K39,D210,W211
CP-2 Q37,C40,A41, (83,G84,0158,H175,W207,D36,R39,5206,A210,W211




6| YP-2 Q37,C40,A41, (G83,G84,Vv153 E158,H175W207,D36,038,K39,Y172
7| Cat-K Q19,C22,G64, (G65,G66,0143,H162,W184,N18,G20,021,524,N187,W188
Cat-L Q20,C23,G24,N67, G68,G69,H164,W190N19,G21,Q022,W27,E193,W194
Cat-S Q19,G23,N67, G68,R141 F146,H164,W186,Y18,G20,C25,N189,F190
FP-2 Q36,C39,G40, G82,G83,A157,H174,W206,D35,K37,N38,C42,5205,0209,W210
FP-3 Q38,C41,Y83, G84,G85,A159,H176,W208,D37,A39,L40,C44,D211,W212
SA VP-2 Q37,C40,G41,Y82, (G83,G84,Vv153,H175W207,D36,A38,N39,C43,5210,W211
AvP-3 Q36,C39,G40,D81, G82,G83,A152,V157,H174,W206,K37,N38,C42,W43,5205,W210
a KP-2 Q37,C81,D82, (G83,G84,1151 A153,T158,H175W207,C43, W44
0 KP-3 Q35,C38,G39,C79,D80, G81,A156,H173,W205,D034,G36,C41,5204,5208,W209
0 BP-2 Q37, (G83,G84,v153,D154,W207,D36,038,K39,D155,0210,W211
3 CP-2 Q37,C40,A41, (G83,G84,0158,H175,W207,D36,K38,R39,A210,W211
gL YP-2 Q37,C40,A41, (G83,G84,V153,H175,W207,036,038,K39,C43,Y172
gl Cat-K Q19,C22,G23,G64, G65,G66,0143,H162,W184,N18,G20,C25,N187,W188
Cat-L Q20,C23,G24,N67, G68,G69,H164,W190,N19,G21,Q022,C26,W27,5189,E193,W194
Cat-S Q19,G23,C66,N67, G68,R141, F146,H164,W186,Y18,G20,C25,A185,N189,F190
FP-2 Q36,C39,G40, G82,G83,H174,W206,D35,K37,N38,C42,5205,0209,W210
FP-3 Q38,C41,G42,Y83, (G84,G85,A159,H176,W208,D37,A39,L40,C44,0211,W212
S[vp-2 Q37,C40,G41,Y82, (G83,G84,V153,H175,W207,D36,A38,N39,5206,5210,W211
AVP-3 Q36,C39,G40,D81, G82,G83,A152,V157,H174,W206,K37,N38,W43,5205,W210
a KP-2 Q37,C81,D82, G83,G84,N154,T158,H175,W207,C43,A45
0 KP-3 Q35,C38,G39,C79,D80, G81,A156,H173,W205,D34,G36,C41,5204,5208,W209
0 BP-2 Q37,C40,A41, (G83,G84,v153,D154,E158,W207,D36,038,K39,T170,5206,0210,W211
3 CP-2 Q37,C40,A41, (G83,G84,0158,H175,W207,D36,K38,R39,C43,5206,A210,W211
7L.YP-2 Q37,C40,A41, (G83,G84,V153 E158,H175W207,036,Q38,K39,C43,Y172
1| Cat-K Q19,G23,G64, G65,G66,0143,H162,W184,N18,G20,Q021,N187,W188
Cat-L Q20,C23,G24,N67, G68,G69,H164,W190,N19,G21,Q022,5189,E193,W194
Cat-S Q19,G23,C66,N67, G68,R141, F146,H164,W186,Y18,G20,C25,A185,N189,F190
S| FP-2 Q36,C39,G40, G82,G83,A157,H174,W206,D35,K37,N38,C42,G171,5205,0209,W210
A FP-3 Q38,C41,G42,Y83, (G84,G85,A159,H176,W208,D37,A39,L40,C44,0211,W212
N VP-2 Q37,C40,G41,Y82, (G83,G84,V153 A158 H175W207,D36,A38,5206,5210,W211
C VP-3 Q36,C39,G40,D81, G82,G83,A152,V157,H174,W206,K37,N38,W43,5205,W210
0| KP-2 Q37,C81,D82, G83,G84,1151 A153,N154,T158 H175W207,C43,W44,A45
0| KP-3 Q35,C38,G39,C79,D80, G81,A156,H173,W205,D34,G36,C41,5204,5208,W209
3| BP-2 Q37,A41, (G83,G84,Vv153,D154, E158,W207,D36,038,K39,D155,5206,0210,W211
7| CP-2 Q37,C40,A41, (G83,G84,0158,H175,W207,D36,K38,R39,C43,5206,A210,W211
2| YP-2 Q37,C40,A41, (G83,G84,V153 E158 H175W207,D036,Q38,K39,C43,Y172




Cat-K Q19,C22,G23,G64, G65,G66,0143,H162,W184,N18,G20,021,524,C25,N187,W188
Cat-L Q20,C23,G24,N67, G68,G69,H164,W190,N19,G21,Q022,C26,W27,5189,E193,W194
Cat-S Q19,G23,C66,N67, G68,R141, F146,H164,W186,Y18,G20,C25,A185,N189,F190
FP-2 Q36,C39,G40, (G82,G83,A157,H174,W206,D35,K37,N38,C42,G171,5205,0209,W210
FP-3 Q38,C41,G42,Y83, (G84,G85,A159,H176,W208,D37,A39,1L40,C44,D211,W212
SA VP-2 Q37,C40,G41,Y82, (G83,G84,V153,A158,H175W207,D36,A38,N39,R161,5206,5210,W211
AvP-3 Q36,C39,G40,D81, G82,G83,A152,V157,H174,W206,K37,N38,C42,W43,5205,W210
a KP-2 Q37,C81,D82, G83,G84,1151,A153,N154,T158,H175,W207,C43
0 KP-3 Q35,C38,G39,C79,D80, G81,A156,H173,W205,D34,G36,C41,5204,5208,W209
0 BP-2 Q37,C40,A41, (G83,G84,Vv153,D154,E158,W207,D36,Q38,K39,D155,T170,5206,0210,W211
3 CP-2 Q37,C40,A41, (G83,G84,0158,H175,W207,D36,K38,R39,C43,5206,A210,W211
7LYP-2 Q37,C40,A41, (G83,G84,V153 E158,H175W207,036,Q38,K39,C43,Y172
3| Cat-K Q19,C22,G23,G64, G65,G66,0143,H162,W184,N18,G20,021,524,C25,N187,W188
Cat-L Q20,C23,G24,N67, G68,G69,H164,W190N19,G21,022,C26,W27,5189,E193,W194
Cat-S Q19,G23,C66,N67, G68,R141, F146,H164,W186,Y18,G20,C25,A185,N189,F190
FP-2 Q36,C39,G40,C80,N81, (G82,G83,V152 A157 H174 W206,D35,K37,C42,W43,D154
FP-3 Q38,C41,G42,C82, (G84,G85,A159,H176,W208,D37,A39,L40,C44,F160,R162
1rvp-2 Q37,C40,G41,Y82, 179,G83,G84,A158 H175W207,A38,N39,C43,D44,D211
2I'V/p-3 Q36,C39,G40,D81, Y78,G82,G83,V157,H174 W206,K37,N38,C42,W43,W210
2 KP-2 Q37,C40,G41, (G83,G84,1151,T158,H175,W207,D36,K38,N39,C43,W44,K210
6 KP-3 Q35,C38,G39,D80, G81,G82 ,A156,H173,W205,D34,G36,D37,C41,W42,D0153,5204
1 BP-2 Q37,C40,A41,E82, F79,G83,G84,V151,V153 E158,W207,Q38,C43,W44,W211
2 CP-2 Q37,C40,A41,E82, (G83,G84,A153,5154,Q0158,H175,W207,C43,D44,E155,F157
gl YP-2 Q37,C40,A41,D82, F79,G83,G84,V151,E158,H175,W207,D36,038,K39,C43,W44,Y172
gl Cat-K Q19,C22,G23,C63, D61,G66,G65,0143, H162,W184,G20,Q021,C25,D26,W188
Cat-L Q20,C23,G24,N67, E64,G68,G69,L.145 H164,W190,G21,Q22,C26, W27 W194
Cat-S Q19,G23,C66,N67, (G68,G69,V138,A140,R141,F146,H164,C25W26,H142,P143
FP-2 Q36,C39,G40,C80,N81, (G82,G83,V152 A157 H174 W206,K37,N38,C42,W43,D154
17Fp3 Q38,C41,G42,C82, (G84,G85,A159,H176,W208,D37,A39,140,C44,F160,R162
21p-2 Q37,C40,G41,Y82, 179,G83,G84,A158 H175W207,A38,N39,C43,D44,D0211
2 VP-3 Q36,,C39,G40,D81, Y78,G82,G83,V157,H174,W206,K37,N38,C42,W43,W210
6 KP-2 Q37,C40,G41, (G83,G84,1151,T158,H175,W207,D36,K38,N39,C43,W44,K210
2 KP-3 Q35,C38,G39,D80, G81,G82 A156,H173,W205,D34,G36,D37,C41,W42,D0153,5204
6 BP-2 Q37,C40,A41,E82, F79,G83,G84,V151,V153 E158,W207,Q38,C43,W44,W211
o CP-2 Q37,C40,A41,E82, (G83,G84,A153,5154,0158,H175,W207,C43,D44,E155,F157
3| YP-2 Q37,C40,A41,D82, F79,G83,G84,V151,E158,H175,W207,D36,038,K39,C43,W44,Y172
Cat-K Q19,C22,G23,C63,0143, H162,W184,G20,Q21,C25,026,W188
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380
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386

387

Cat-L

Q20,C23,G24,N67,

(68,G69,1.145,H164,W190,G21,Q22,C26,W27,W194

Cat-S Q19,G23,C66,N67, (G68,G69,V138 A140,R141, F146,H164,C25W26,H142,P143
FP-2 Q36,C39,G40,C80,N81, (G82,G83,V152 A157,H174 W206,D35,N38,C42,W43,D154
FP-3 Q38,C41,G42,C82, (G84,G85,A159,H176,W208,D37,A39,140,C44,F160,R162
1rvp2 Q37,C40,G41,Y82, 179,G83,G84,A158 H175W207,A38,N39,C43,D44,D211
2I'Vp-3 Q36,,C39,G40,D81, Y78,G82,G83,V157,H174 W206,K37,N38,C42,W43,W210
2 KP-2 Q37,C40,G41, (G83,G84,1151,T158,H175,W207,D36,K38,N39,C43,W44,K210
6 KP-3 Q35,C38,G39,D80, G81,G82,A156,H173,W205,D34,G36,D37,C41,W42,0153,5204
5 BP-2 Q37,C40,A41,E82, F79,G83,G84,V151,V153 E158,W207,Q38,C43,W44,W211
4 CP-2 Q37,C40,A41,E82, (G83,G84,A153,5154,0158,H175,W207,C43,D44,E155,F157
ol YP-2 Q37,C40,A41,D82, F79,G83,G84,V151,E158,H175,W207,D36,Q38,K39,C43,W44,Y172
5| Cat-K Q19,C22,G23,C63, D61,G66,G65,0143, H162,W184,G20,Q021,C25,D26,W188
Cat-L Q20,C23,G24,N67, E64,G68,G69,L.145 H164,W190,G21,Q22,C26, W27, W194
Cat-S Q19,G23,C66,N67, (G68,G69,V138,A140,R141,F146,H164,C25W26,H142,P143




388  Table S3. RMSD distribution statistics. Apo and ligand bound RMSD means were compared using the z-test with oo = 0.05 and a Ho of u/ —u2 =
389 0. The two-sample KS-test was used to compare the shapes of the distributions between the apo and ligand bound systems u = Mean, ¢ =

390  Standard deviation and ¢% = Variance.

Protein | Ligand n c G? Z-test P KS |P
Apo 0.23 |0.04 | 0.00E+00 | - - -
SANCO00364 | 0.26 | 0.02 | 0.00E+00 | -154.62 | 0.00E+00 | 0.44 | 0.00E+00
SANCO00365 | 0.28 | 0.04 | 0.00E+00 | -183.30 | 0.00E+00 | 0.46 | 0.00E+00
SANCO00367 | 0.24 | 0.01 | 0.00E+00 | -81.74 0.00E+00 | 0.39 | 0.00E+00
SANC00369 | 0.30 | 0.02 | 0.00E+00 | -206.21 | 0.00E+00 | 0.55 | 0.00E+00
FP-2 SANCO00371 | 0.23 | 0.02 | 0.00E+00 | -64.90 0.00E+00 | 0.35 | 0.00E+00
SANCO00372 | 0.23 | 0.02 | 0.00E+00 | -46.98 0.00E+00 | 0.31 | 0.00E+00
SANC00373 | 0.28 | 0.03 | 0.00E+00 | -218.92 | 0.00E+00 | 0.55 | 0.00E+00
126461286 | 0.24 |0.02 | 0.00E+00 | -94.70 0.00E+00 | 0.39 | 0.00E+00
126462623 | 0.22 | 0.02 | 0.00E+00 | -13.80 0.00E+00 | 0.20 | 0.00E+00
126465495 |0.23 |0.02 | 0.00E+00 | -72.20 0.00E+00 | 0.35 | 0.00E+00
Apo 0.21 |0.03 | 0.00E+00 | - - - -
SANC00364 | 0.25 | 0.02 | 0.00E+00 | -202.76 | 0.00E+00 | 0.52 | 0.00E+00
SANCO00365 | 0.24 | 0.02 | 0.00E+00 | -208.70 | 0.00E+00 | 0.59 | 0.00E+00
SANC00367 | 0.24 | 0.02 | 0.00E+00 | -201.48 | 0.00E+00 | 0.60 | 0.00E+00
SANCO00369 | 0.24 | 0.01 | 0.00E+00 | -227.98 | 0.00E+00 | 0.66 | 0.00E+00
FP-3 SANC00371 | 0.24 | 0.02 | 0.00E+00 | -187.86 | 0.00E+00 | 0.51 | 0.00E+00
SANCO00372 | 0.22 | 0.01 | 0.00E+00 | -93.33 0.00E+00 | 0.30 | 0.00E+00
SANC00373 | 0.25 |0.01 | 0.00E+00 | -217.16 | 0.00E+00 | 0.62 | 0.00E+00
126461286 |0.26 | 0.03 | 0.00E+00 | -231.8 0.00E+00 | 0.60 | 0.00E+00
126462623 | 0.23 | 0.01 | 0.00E+00 | -181.81 | 0.00E+00 | 0.57 | 0.00E+00
126465495 | 0.24 | 0.02 | 0.00E+00 | -168.71 | 0.00E+00 | 0.44 | 0.00E+00
Apo 0.29 |0.04 | 0.00E+00 | - - - -
SANC00364 | 0.31 | 0.02 | 0.00E+00 | -91.98 0.00E+00 | 0.28 | 0.00E+00
VP-2 SANCO00365 | 0.32 | 0.02 | 0.00E+00 | -178.04 | 0.00E+00 | 0.49 | 0.00E+00
SANCO00367 | 0.25 | 0.02 | 0.00E+00 | 60.4 0.00E+00 | 0.44 | 0.00E+00
SANC00369 | 0.28 | 0.04 | 0.00E+00 | -3.5 0.00E+00 | 0.20 | 0.00E+00




SANC00371 | 0.29 |0.02 | 0.00E+00 | -21.14 0.00E+00 | 0.22 | 0.00E+00
SANC00372 | 0.33 | 0.03 | 0.00E+00 | -116.97 | 0.00E+00 | 0.31 | 0.00E+0Q0
SANC00373 | 0.31 | 0.02 | 0.00E+Q0 | -87.62 0.00E+00 | 0.26 | 0.00E+00
126461286 | 0.25 | 0.02 | 0.00E+00 | 94.48 0.00E+00 | 0.48 | 0.00E+00
126462623 | 0.30 | 0.02 | 0.00E+00 | -54.51 0.00E+00 | 0.23 | 0.00E+00
126465495 | 0.27 | 0.02 | 0.00E+00 | 10.86 0.00E+00 | 0.34 | 0.00E+00
Apo 0.22 10.02 |0.00E+00 | - - - -
SANCO00364 | 0.29 | 0.01 | 0.00E+00 | -464.45 | 0.00E+00 | 0.86 | 0.00E+0Q0
SANCO00365 | 0.28 | 0.02 | 0.00E+00 | -415.64 | 0.00E+00 | 0.85 | 0.00E+00
SANC00367 | 0.26 | 0.01 | 0.00E+00 | -360.13 | 0.00E+00 | 0.79 | 0.00E+0Q0
SANCO00369 | 0.28 | 0.02 | 0.00E+00 | -393.7 0.00E+00 | 0.78 | 0.00E+00

VP-3 SANCO00371 | 0.34 | 0.02 | 0.00E+00 | -532.2 0.00E+00 | 0.88 | 0.00E+00
SANC00372 | 0.31 | 0.02 | 0.00E+00 | -488.58 | 0.00E+00 | 0.85 | 0.00E+0Q0
SANC00373 | 0.25 |0.02 | 0.00E+00 | -234.22 | 0.00E+00 | 0.61 | 0.00E+0Q0
126461286 | 0.28 | 0.01 | 0.00E+00 | -465.51 | 0.00E+00 | 0.87 | 0.00E+00
126462623 | 0.28 | 0.02 | 0.00E+00 | -379.77 | 0.00E+00 | 0.77 | 0.00E+00
126465495 | 0.28 | 0.02 | 0.00E+00 | -460.39 | 0.00E+00 | 0.89 | 0.00E+00
Apo 0.22 ]0.02 |0.00E+00 | - - - -
SANC00364 | 0.29 | 0.03 | 0.00E+00 | -360.35 | 0.00E+00 | 0.78 | 0.00E+0Q0
SANCO00365 | 0.34 | 0.01 | 0.00E+00 | -578.07 | 0.00E+00 | 0.92 | 0.00E+0Q0
SANC00367 | 0.31 | 0.02 | 0.00E+00 | -474.26 | 0.00E+00 | 0.88 | 0.00E+00
SANCO00369 | 0.28 | 0.01 | 0.00E+00 | -379.45 | 0.00E+00 | 0.83 | 0.00E+0Q0

KP-2 SANCO00371 | 0.29 | 0.02 | 0.00E+00 | -350.32 | 0.00E+00 | 0.76 | 0.00E+00
SANC00372 | 0.28 | 0.02 | 0.00E+00 | -320.62 | 0.00E+00 | 0.71 | 0.00E+0Q0
SANC00373 | 0.29 |0.02 | 0.00E+00 | -388.11 | 0.00E+00 | 0.78 | 0.00E+0Q0
126461286 | 0.29 | 0.02 | 0.00E+00 | -450.16 | 0.00E+00 | 0.86 | 0.00E+00
126462623 | 0.31 | 0.02 | 0.00E+00 | -482.63 | 0.00E+00 | 0.86 | 0.00E+00
126465495 | 0.29 |0.02 | 0.00E+00 | -408.63 | 0.00E+00 | 0.81 | 0.00E+00
Apo 0.19 |0.03 |0.00E+00 | - - - -

KP-3 SANCO00364 | 0.25 | 0.02 | 0.00E+00 | -343.66 | 0.00E+00 | 0.69 | 0.00E+00
SANCO00365 | 0.24 | 0.02 | 0.00E+00 | -306.66 | 0.00E+00 | 0.68 | 0.00E+00




SANC00367 | 0.26 | 0.01 | 0.00E+00 | -367.48 | 0.00E+00 | 0.69 | 0.00E+0Q0
SANC00369 | 0.24 | 0.01 | 0.00E+00 | -309.22 | 0.00E+00 | 0.66 | 0.00E+00
SANC00371 | 0.27 | 0.02 | 0.00E+Q0 | -429.2 0.00E+00 | 0.83 | 0.00E+00
SANCO00372 | 0.24 | 0.03 | 0.00E+00 | -438.07 | 0.00E+00 | 0.84 | 0.00E+00
SANC00373 | 0.27 |0.02 | 0.00E+00 | -359.83 | 0.00E+00 | 0.75 | 0.00E+0Q0
126461286 | 0.25 | 0.02 | 0.00E+00 | -310.29 | 0.00E+00 | 0.64 | 0.00E+00
126462623 | 0.24 | 0.02 | 0.00E+00 | -463.81 | 0.00E+00 | 0.85 | 0.00E+00
126465495 | 0.30 | 0.02 | 0.00E+Q0 | -308.78 | 0.00E+00 | 0.63 | 0.00E+00
Apo 0.24 ]0.02 |0.00E+00 | - - - -
SANC00364 | 0.29 | 0.03 | 0.00E+00 | -301.03 | 0.00E+00 | 0.69 | 0.00E+0Q0
SANCO00365 | 0.31 | 0.03 | 0.00E+00 | -337.42 | 0.00E+00 | 0.78 | 0.00E+00
SANC00367 | 0.30 | 0.04 | 0.00E+00 | -222.28 | 0.00E+00 | 0.60 | 0.00E+00
SANCO00369 | 0.29 | 0.03 | 0.00E+00 | -232.34 | 0.00E+00 | 0.51 | 0.00E+00
BP-2 SANC00371 | 0.32 |0.02 | 0.00E+00 | -479.61 | 0.00E+00 | 0.87 | 0.00E+0Q0
SANCO00372 | 0.31 | 0.03 | 0.00E+00 | -403.39 | 0.00E+00 | 0.84 | 0.00E+00
SANCO00373 | 0.30 | 0.03 | 0.00E+00 | -342.86 | 0.00E+00 | 0.70 | 0.00E+00
126461286 | 0.32 | 0.02 | 0.00E+00 | -493.69 | 0.00E+00 | 0.89 | 0.00E+00
126462623 | 0.31 | 0.03 | 0.00E+00 | -327.49 | 0.00E+00 | 0.71 | 0.00E+00
126465495 | 0.29 | 0.03 | 0.00E+00 | -289.83 | 0.00E+00 | 0.69 | 0.00E+00
Apo 0.26 |0.02 | 0.00E+00 | - - - -
SANC00364 | 0.28 | 0.02 | 0.00E+00 | -110.76 | 0.00E+00 | 0.28 | 0.00E+0Q0
SANCO00365 | 0.26 | 0.01 | 0.00E+00 | -21.04 0.00E+00 | 0.12 | 0.00E+00
SANCO00367 | 0.29 | 0.02 | 0.00E+00 | -409.57 | 0.00E+00 | 0.83 | 0.00E+0Q0
SANCO00369 | 0.37 | 0.02 | 0.00E+00 | -198.16 | 0.00E+00 | 0.59 | 0.00E+00
CP-2 SANCO00371 | 0.30 | 0.02 | 0.00E+00 | -209.55 | 0.00E+00 | 0.60 | 0.00E+00
SANC00372 | 0.32 | 0.02 | 0.00E+00 | -243.35 | 0.00E+00 | 0.64 | 0.00E+00
SANC00373 | 0.30 | 0.02 | 0.00E+00 | -126.52 | 0.00E+00 | 0.32 | 0.00E+0Q0
126461286 | 0.29 | 0.04 | 0.00E+00 | -17.66 0.00E+00 | 0.16 | 0.00E+00
126462623 | 0.25 | 0.01 | 0.00E+00 | -15.73 0.00E+00 | 0.12 | 0.00E+00
126465495 | 0.25 | 0.02 | 0.00E+Q0 | -34.67 0.00E+00 | 0.17 | 0.00E+00
YP-2 Apo 0.19 |0.02 | 0.00E+00 | - - - -




SANCO00364 | 0.31 | 0.02 | 0.00E+00 | -583.12 | 0.00E+00 | 0.90 | 0.00E+00
SANCO00365 | 0.26 | 0.01 | 0.00E+00 | -647.93 | 0.00E+00 | 0.96 | 0.00E+00
SANCO00367 | 0.28 | 0.02 | 0.00E+Q0 | -615.2 0.00E+00 | 0.95 | 0.00E+00
SANCO00369 | 0.31 | 0.03 | 0.00E+00 | -615.81 | 0.00E+00 | 0.95 | 0.00E+00
SANC00371 | 0.28 | 0.02 | 0.00E+00 | -562.32 | 0.00E+00 | 0.87 | 0.00E+0Q0
SANCO00372 | 0.31 | 0.02 | 0.00E+00 | -487.67 | 0.00E+00 | 0.89 | 0.00E+00
SANC00373 | 0.32 | 0.03 | 0.00E+00 | -437.87 | 0.00E+00 | 0.87 | 0.00E+00
126461286 | 0.29 | 0.01 | 0.00E+00 | -478.65 | 0.00E+00 | 0.78 | 0.00E+00
126462623 | 0.28 | 0.01 | 0.00E+00 | -465.45 | 0.00E+00 | 0.87 | 0.00E+00
126465495 | 0.32 | 0.03 | 0.00E+00 | -435.56 | 0.00E+00 | 0.89 | 0.00E+00
Apo 0.23 ]0.02 |0.00E+00 | - - - -
SANCO00364 | 0.22 | 0.02 | 0.00E+00 | 13.88 0.00E+00 | 0.12 | 0.00E+00
SANCO00365 | 0.20 | 0.01 | 0.00E+00 | 103.75 | 0.00E+00 | 0.54 | 0.00E+00
SANCO00367 | 0.22 | 0.01 | 0.00E+00 | 18.09 0.00E+00 | 0.76 | 0.00E+00
SANC00369 | 0.22 | 0.01 | 0.00E+Q0 | -7.23 0.00E+00 | 0.45 | 0.00E+00
Cat-K | SANC00371 | 0.22 | 0.01 | 0.00E+0Q0 | -18.23 0.00E+00 | 0.56 | 0.00E+00
SANCO00372 | 0.23 | 0.02 | 0.00E+00 | -30.41 0.00E+00 | 0.59 | 0.00E+00
SANC00373 | 0.22 | 0.02 | 0.00E+00 | 27.79 0.00E+00 | 0.45 | 0.00E+00
126461286 | 0.24 | 0.01 | 0.00E+00 | -10.55 0.00E+00 | 0.78 | 0.00E+00
126462623 | 0.22 | 0.01 | 0.00E+00 | 25.77 0.00E+00 | 0.81 | 0.00E+00
126465495 | 0.22 |0.02 | 0.00E+00 | -17.78 0.00E+00 | 0.78 | 0.00E+00
Apo 0.17 |0.02 | 0.00E+00 | - 0.00E+Q0 | - 0.00E+00
SANCO00364 | 0.20 | 0.01 | 0.00E+00 | -226.70 | 0.00E+00 | 0.73 | 0.00E+00
SANCO00365 | 0.26 | 0.02 | 0.00E+00 | -435.27 | 0.00E+00 | 0.56 | 0.00E+00
SANCO00367 | 0.22 | 0.01 | 0.00E+00 | -312.34 | 0.00E+00 | 0.67 | 0.00E+00
Cat-L SANCO00369 | 0.22 | 0.02 | 0.00E+00 | -329.78 | 0.00E+00 | 0.78 | 0.00E+00
SANCO00371 | 0.21 | 0.01 | 0.00E+00 | -335.45 | 0.00E+00 | 0.78 | 0.00E+00
SANCO00372 | 0.27 | 0.01 | 0.00E+00 | -356.65 | 0.00E+00 | 0.78 | 0.00E+00
SANCO00373 | 0.23 | 0.01 | 0.00E+00 | -323.45 | 0.00E+00 | 0.78 | 0.00E+00
126461286 | 0.31 | 0.02 | 0.00E+00 | -336.45 | 0.00E+00 | 0.84 | 0.00E+00
126462623 | 0.22 | 0.01 | 0.00E+00 | -336.45 | 0.00E+00 | 0.92 | 0.00E+00




391

392

393

394
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401

126465495 | 0.21 | 0.02 | 0.00E+00 | -336.67 | 0.00E+00 | 0.65 | 0.00E+00
Apo 0.21 |0.02 | 0.00E+00 | - - - 0.00E+00
SANC00364 | 0.24 | 0.02 | 0.00E+00 | -184.67 | 0.00E+00 | 0.91 | 0.00E+00
SANC00365 | 0.26 | 0.01 | 0.00E+00 | -295.56 | 0.00E+00 | 0.67 | 0.00E+00
SANCO00367 | 0.22 | 0.02 | 0.00E+00 | -70.16 0.00E+00 | 0.78 | 0.00E+00
SANC00369 | 0.25 | 0.01 | 0.00E+00 | -272.67 | 0.00E+00 | 0.45 | 0.00E+00
Cat-S | SANC00371 | 0.24 | 0.02 | 0.00E+00 |-180.98 | 0.00E+00 | 0.89 | 0.00E+00
SANC00372 | 0.33 | 0.02 | 0.00E+00 | -368.78 | 0.00E+00 | 0.67 | 0.00E+00
SANC00373 | 0.26 | 0.01 | 0.00E+00 | -266.67 | 0.00E+00 | 0.87 | 0.00E+00
126461286 | 0.27 | 0.01 | 0.00E+00 | -381.78 | 0.00E+00 | 0.98 | 0.00E+00
126462623 | 0.26 | 0.03 | 0.00E+00 | -232.56 | 0.00E+00 | 0.78 | 0.00E+00
126465495 | 0.25 | 0.02 | 0.00E+00 | -204.56 | 0.00E+00 | 0.98 | 0.00E+00




402
403
404

Table S4: Ligand-residue interaction fingerprint at different MD simulation time steps. VDR and HBR indicate the number of residues involved
in van der Waals (hydrophobic) interactions and those involved in hydrogen (HBR) bonding respectively. Residue are numbered based on the
catalytic domain length of each protein (Table S1).

Compound
Protein Time
(ns) Type SANC00364 SANC00365 SANC00367 SANC00369 SANC00371 SANC00372 126461286 126462623 126465495
0 HBR W184 W184 Q19,wW184 Q19,W184 Q19,wW184 Q19,wW184 Q19,W184 Q19,W184 Q19
VDR 8 9 13 12 15 17 20 20 23
20 HBR W184 W184 W184 Q19 W184 W184 W184 W184 Q19,N161
VDR 10 8 12 13 13 16 20 21 22
40 HBR W184 W184 W184 Q19 Q19,wW184 W184 W184 Q19 W184
Cat-K VDR 9 7 13 14 15 17 22 21 22
60 HBR W184 W184 Q19,wW184 Q19 Q19 Q19,wW184 W184 W184 N161,W184
VDR 10 8 13 12 12 15 19 21 23
80 HBR W184 W184 W184 W184 W184 Q19,wW184 W184 W184 G65
VDR 9 11 14 13 14 17 21 21 22
100 HBR W184 W184 W184 W184 W184 Q19,wW184 W184 W184 G65,N161
VDR 11 8 13 12 14 16 20 20 21
0 HBR Q20 Q20 N19,D163 Q20 G21 Q20 G21,W190 Q20,G21 Q20,W190
VDR 9 12 15 13 15 16 20 22 23
20 HBR Q20 Q20 Q20 Q20 G21,W190 Q20 G21 Q20,W190 W190
VDR 10 7 14 12 13 15 23 23 22
40 HBR Q20 W190 N19,W190 Q20 G21 Q20 W190 W190 W190
Cat-L VDR 14 8 14 13 12 16 23 20 23
60 HBR - W190 N19,W190 - W190 - W190 W190 Q20
VDR 12 8 13 12 14 17 20 21 22
80 HBR Q20 W190 W190 Q20,0163 W190 W190 G21 W190 Q20,W190
VDR 8 12 14 13 13 616 20 21 24
100 HBR W190 W190 W190 W190 G21,W190 W190 W190 W190 Q20
VDR 9 8 15 12 13 15 20 15 22
0 HBR Q19 Q19 Q19,W186 W186 Q19 Q19 W186 Q19 Q19
VDR 10 11 15 13 14 16 23 23 22
20 HBR W186 Q19 Q19 Q19,W186 - W186 W186 Q19,W186 Q19,W186
VDR 8 11 14 12 13 17 20 21 23
40 HBR W186 Q19 Q19,W186 W186 W186 Q19 Q19 Q19,W186 Q19
Cat-S VDR 9 10 13 12 13 15 22 21 21
60 HBR W186 Q19 Q19 Q19 Q19 - W186 Q19,W186 W186
VDR 10 10 12 14 13 15 21 21 22
80 HBR W186 Q19 Q19 Q19,W186 W186 W186 W186 Q19 Q19
VDR 8 11 13 13 12 16 20 23 20
100 HBR W186 Q19 Q19,W186 Q19,W186 W186 Q19 W186 Q19,W186 W186
VDR 10 11 12 13 13 16 19 21 19




HBR | C42,W206 C42,W206 K37,C39,W207 C39,W207 Q36,N38,W206 | Q36,W206 Q36,N81,G83,W206 | Q36,N81,G83,N173, | Q36,N81,G83,N173,
0 W206 W206
VDR |11 11 13 12 12 17 22 22 25
HBR | W206 W206 K37 C39,W207 Q36,N38,W206 | Q36,N38,W206 | Q36,G83,W206 Q36,N81,G83,N173, | Q36,G83,N173,W20
20 W206 6
VDR | 12 10 14 13 13 16 22 24 24
HBR | C42,W206 C42,W206 C39,W207 C39,W207 0 Q36,N38,W206 | Q36,N81,G83,N173, | Q36,N81,G83,N173, | Q36,N81,G83,N173,
40 W206 W206 W206
P VDR | 10 12 12 12 13 15 23 25 26
HBR | C42 C42 K37,C39 C39,W207 Q36,N38,W206 | Q36,N38,W206 | Q36,G83,N173,W20 | Q36,N81,G83,N173, | Q36,N81,G83,N173,
60 6 W206 W206
VDR | 9 12 12 12 14 15 19 24 22
HBR | C42,W206 C42 K37,C39 C39,W207 Q36,W206 Q36,N38,W206 | G83 Q36,N81,G83,N173, | Q36,N81,G83,N173,
80 W206 W206
VDR | 12 9 13 13 13 16 22 24 24
HBR | C42,W206 C42,W206 K37,C39 C39,W207 Q36,N38,W206 | O G83,N173 Q36,N81,G83,N173, | Q36,N81,G83,N173,
100 W206 W206
VDR | 12 10 13 12 13 16 23 26 25
HBR | G42,W208 G42,W208 G84,W208 Q38,W208 G40,G85,W208 | G85,W208 G42,G85,N175,W20 | G42,G85,N175W20 | 0
0 8 8
VDR | 10 11 14 12 13 15 20 21 27
HBR | G42 G42 G84,W208 Q38,W208 G40,W208 G85,W208 G42,G85,N175,W20 | G42,G85N175W20 | G42,G85N175,W20
20 8 8 8
VDR | 8 9 14 12 13 17 21 23 28
HBR | G42,W208 W208 G84,W208 Q38,W208 G40,G85,W208 | G85,W208 G85,N175,W208 G42,N175,W208 G42,G85,N175,W20
40 8
Fp3 VDR | 12 10 13 13 14 18 23 24 23
HBR | G42 G42 G84,W208 G84,W208 G40,W208 G85,W208 G42,G85,N175,W20 | G42,G85,N175,W20 | G85,N175,W208
60 8 8
VDR | 11 11 14 13 14 16 24 25 25
HBR | G42,W208 G42 G84,W208 G84,W208 G40,G85,W208 | G85,W208 G42,G85,N175,W20 | G42,G85N175W20 | G42,G85N175,W20
80 8 8 8
VDR | 12 10 13 13 14 16 25 22 27
HBR | G42 W208 G84,W208 G84,W208 G40,G85,W208 | G85,W208 G42,G85,N175,W20 | G42,G85,N175,W20 | G42,G85,N175W20
100 8 8 8
VDR | 12 10 13 12 13 17 21 22 22
HBR | D36,W207 D36,W207 A38,H175,W207 | A38,H175W207 | Q37,A38,W207 | G41,Y82 Q37,G84,N174,W20 | Q37,G84,N174,W20 | Q37,G84,N174,W20
0 7 7 7
VDR | 11 10 13 13 13 15 24 25 23
HBR | D36 W207 A38,W207 A38,H175,W207 | Q37,W207 Q37,A38,W207 | Q37,N174,W207 Q37,G84,N174,W20 | Q37,G84,N174,W20
20 7 7
VP-2 VDR | 10 10 14 12 14 14 24 22 24
HBR | W207 D36,W207 A38,W207 A38,W207 Q37,A38,W207 | Q37,A38,W207 | Q37,G84,N174,W20 | Q37,N174,W207 Q37,G84,N174,W20
40 7 7
VDR | 11 12 13 11 13 16 22 24 24
60 HBR | D36,W207 D36,W207 A38,H175W207 | A38,H175W207 | Q37,A38,W207 | Q37,A38W207 | Q37,N174,W207 Q37,N174,W207 Q37,G84,N174,W20
7




VDR 12 8 14 12 13 17 24 23 25
HBR W207 D36,W207 A38,W207 A38,H175,W207 Q37,A38,W207 Q37,A38,W207 Q37,G84,N174,W20 | Q37,G84,N174,W20 | G84,N174,W207
80 7 7
VDR 15 12 11 12 12 16 20 22 25
HBR D36,W207 D36,W207 A38,H175,W207 | O Q37,A38,W207 Q37,A38,W207 N174 Q37,G84,N174,W20 | G84,N174,W207
100 7
VDR 11 13 13 12 12 16 21 25 24
HBR D81,W206 D81,W206 Q36,W206 Q36,W206 Q36,W206 G40,G83,W206 G40,N173,Q0234,W2 | G40,N173,Q234,W2 | G83,N173
0 06 06
VDR 11 12 13 13 13 17 16 22 26
HBR D81,W206 D81,W206 Q36,W206 W206 Q36,W206 G40,G83,W206 G40,N173,Q0234,W2 | G40,N173,Q234,W2 | G83,Q234,W206
20 06 06
VDR 12 11 12 12 12 16 22 24 22
HBR D81,W206 D81 W206 Q36,W206 W206 G40,W206 G40,N173,Q234,W2 | G40,N173,Q234,W2 | G83,Q234,W206
40 06 06
VP-3 VDR 13 11 12 12 12 17 23 24 22
HBR W206 W206 Q36,W206 Q36 Q36,W206 G40,G83,W206 G40,N173,Q234,W2 | G40,N173,Q234,W2 | G83,Q234,W206
60 06 06
VDR 11 10 13 11 13 17 24 25 21
HBR D81,W206 D81,W206 Q36,W206 W206 Q36,W206 G40,G83,W206 G40,N173,Q234,W2 | G40,N173,Q234,W2 | G83,Q234,W206
80 06 06
VDR 11 11 13 13 13 16 23 23 23
100 HBR W206 D81,W206 Q36,W206 Q36,W206 Q36,W206 G40,W206 0 0 (G83,Q0234,W206
VDR 11 10 13 13 14 16 22 22 21
HBR Q37,W207 D36,W207 Q37,W207 W207 Q37,G84,wW207 Q37,G84,wW207 C40,G84,E235,W20 | Q37,T158 G84,T158,N174
0 7
VDR 10 13 12 12 13 16 23 24 22
HBR Q37 Q37 Q37,W207 Q37,W207 Q37,G84,wW207 Q37,G84,wW207 C40,G84,E235,W20 | C40,G84,E235W20 | C40,G84,E235W20
20 7 7 7
VDR 11 11 12 13 12 16 19 23 24
HBR Q37,W207 Q37 Q37 Q37,W207 W207 G40,W206 C40,G84,E235,W20 | C40,E235W207 C40,G84,E235,W20
40 7 7
KP-2 VDR 11 12 13 13 13 18 23 24 22
HBR Q37 Q37,W207 Q37,W207 Q37,W207 Q37,G84,wW207 G40,W206 C40,E235,W207 C40,G84,E235,W20 | C40,G84,E235,W20
60 7 7
VDR 10 11 12 12 15 16 24 22 22
HBR Q37,W207 Q37 Q37,W207 Q37,W207 Q37,W207 G40,W206 C40,G84,E235,W20 | C40,G84,E235W20 | C40,G84,E235W20
80 7 7 7
VDR 12 11 12 13 14 17 24 24 23
HBR Q37,W207 Q37,W207 Q37,W207 Q37,W207 Q37,G84,wW207 G40,W206 G84,E235W207 C40,G84,E235W20 | C40,G84,E235,W20
100 7 7
VDR 11 12 13 12 13 16 23 23 23
HBR D34,W205 W205 D34,C38,W205 D34,C38,W205 D34,G39,W205 D34,G39,W205 D34,G82,W205,E23 | N172 N172
0 3
KP-3 VDR 11 11 13 12 13 18 22 24 22
20 HBR D34 D34,W205 D34,W205 D34,W205 D34,W205 D34,G39,W205 D34,G82,W205,E23 | D34,G82,W205E23 | D34,G82,W205,E23

3

3

3




VDR | 12 11 12 12 14 15 21 22 24
HBR | D34,W205 D34,W205 D34,C38,W205 | D34,W205 G39,W205 D34,W205 D34,G82,W205,E23 | D34,G82,W205E23 | D34,G82,W205,E23
40 3 3 3
VDR | 11 11 12 12 13 17 20 22 24
HBR | W205 D34,W205 D34,C38,W205 | D34,C38W205 | D34,G39,W205 | D34,G39,W205 | D34,G82,W205,E23 | D34,G82,W205E23 | D34,G82,W205,E23
60 3 3 3
VDR | 12 14 13 13 13 16 21 24 26
HBR | D34,W205 D34,W205 D34,C38,W205 | D34,C38,W205 | D34,W205 D34,W205 D34,G82,W205,E23 | D34,G82,W205E23 | D34,G82,W205,E23
80 3 3 3
VDR | 11 12 12 12 13 16 19 23 22
HBR | D34,W205 D34,W205 D34,C38,W205 | D34,C38,W205 | D34,G39,W205 | D34,G30,W205 | D34,G82,W205,E23 | D34,G82,W205E23 | D34,G82,W205,E23
100 3 3 3
VDR | 13 13 12 12 12 17 22 24 21
HBR | Q37,W207 Q37,W207 Q37,E82,W207 | Q37,G84,W207 | Q37,G84,W207 | Q37,W207 Q37,G82,W205,E23 | Q37,G82,W205,E23 | Q37,G82,W205,E23
0 3 3 3
VDR | 11 7 13 13 14 17 23 22 22
HBR | Q37,W207 W207 Q37,E82,W207 | Q37,E82,W207 | Q37,G84,W207 | G84,W207 Q37,G82,W205,E23 | Q37,G84,W205,E23 | Q37,G82,W205,E23
20 3 3 3
VDR | 9 9 12 13 13 15 23 24 24
HBR | Q37,207 Q37 Q37,E82,W207 | Q37,W207 Q37,G84,W207 | Q37,G84,W207 | Q37,G82,W205E23 | Q37,G84,N174,E233 | Q37,G84,W205,E23
40 3 3
BP.o VDR | 10 9 12 12 13 17 22 24 21
HBR | Q37 Q37,W207 Q37,G84,W207 | Q37,G84,W207 | Q37,G84,W207 | Q37,W207 Q37,G82,W205,E23 | Q37,G84,N174,E233 | Q37,G84,W205,E23
60 3 3
VDR | 11 10 13 13 13 16 24 23 11
HBR | Q37,W207 Q37 W207 Q37,G84,W207 | Q37,G84,W207 | Q37,G84,W207 | Q37,G82,W205E23 | Q37,G84,N174,E233 | Q37,G84,W205,E23
80 3 3
VDR | 10 10 12 12 12 17 23 22 24
HBR | Q37,W207 Q37,W207 G84,W207 Q37,G84,W207 | Q37,G84,W207 | Q37,G84,W207 | Q37,G82,W205E23 | Q37,G84,N174,E233 | Q37,G84,W205,E23
100 3 3
VDR | 12 9 14 14 13 16 24 22 23
HBR | W207 Q37 Q37,W207 Q37,W207 C43,G84,N174 | C43,G84,N174 | Q37,E82,N174,W20 | Q37,E82,N174,W20 | Q37,E82,NL174,W20
0 7 7 7
VDR | 11 8 12 12 13 17 22 23 25
HBR | Q37,W207 Q37,C40 W207 Q37,W207 C43,G84,N174 | C43,G84,N174 | Q37,E82,N174,W20 | Q37,E82,N174,W20 | Q37,E82,NL174,W20
20 7 7 7
VDR | 11 7 13 12 12 16 24 22 24
HBR | Q37 Q37,W207 Q37,W207 - H175 C43,G84,N174 | Q37,E82,N174,W20 | Q37,E82,N174,W20 | Q37,E82,N174,W20
cP-2 40 7 7 7
VDR | 12 11 12 13 13 16 23 21 22
HBR | Q37,W207 Q37,C40 Q37,W207 Q37,W207 C43,G84,N174 | C43,G84,N174 | Q37,E82,N174,W20 | Q37,E82,N174,W20 | Q37,E82,NL174,W20
60 7 7 7
VDR | 13 12 12 12 12 17 21 22 24
HBR | Q37 Q37,W207 Q37 Q37,W207 C43,G84,N174 | C43,G84,N174 | Q37,E82,N174,W20 | Q37,E82,N174,W20 | Q37,E82,N174,W20
80 7 7 7
VDR | 9 10 13 12 13 18 22 22 23




405

406

407

408

409

410

411

412

413

414

415

416

417

HBR Q37,W207 Q37,W207 Q37 Q37,W207 C43,H175 C43,G84,N174 Q37,E82,N174 W20 | Q37,E82,N174,W20 | Q37,E82,N174,W20

100 7 7 7
VDR 8 9 12 12 13 18 20 24 24

0 HBR Q37,W207 Q37,W207 Q37,G84,w207 Q37,G84,W207 Q37,G84,W207 Q37,wW207 G84,N174,W207 G84,N174 G84
VDR 11 10 12 12 12 17 23 24 22

20 HBR Q37 Q37 Q37,G84,w207 Q37,G84,wW207 Q37,G84,W207 Q37,G84,W207 Q37,N174 G84,N174,W207 G84,N174,W207
VDR 10 9 12 11 10 18 24 24 24

40 HBR W207 Q37,W207 Q37,W207 0 Q37,w207 Q37,w207 G84,N174,W207 N174 G84,N174,W207

YP-2 VDR 10 7 12 13 14 18 23 22 24

60 HBR Q37,W207 Q37,W207 Q37,G84,wW207 Q37,G84,wW207 Q37,G84,wW207 Q37,G84,wW207 G84,N174,W207 G84,N174,W207 N174
VDR 11 9 12 12 13 17 21 22 22

80 HBR Q37,W207 Q37 Q37,W207 Q37,G84,W207 Q37,G84,wW207 Q37,G84,wW207 G84,N174 N174 G84,N174,W207
VDR 12 10 12 12 12 16 21 22 22

100 HBR Q37,W207 Q37,W207 Q37,W207 0 Q37,W207 Q37,G84,wW207 G84,N174,W207 G84,N174,W207 G84,N174,W207
VDR 11 11 12 12 Q37,G84,w207 16 22 23 23




418
419
420

Table S5: Protein-ligand complex binding free energy terms in kJ/mol as determined by molecular mechanics Poisson-Boltzmann surface area
(MM-PBSA) analysis. vdW=van der Waals forces, ele=electrostatics, PB=polar solvation energy, SASA=Soluble Accessible Surface Area,
bind=binding free energy.

Compound
Protein | Energy SANC00364 | SANCO00365 | SANCO00367 | SANC00369 | SANCO00371 | SANCO00372 126461286 126462623 | 126465495
AG vaw -90.7+0.3 -90.1+0.2 -117.4+0.2 -112.440.4 -112.840.2 -113.240.2 -134.840.2 -131.8+0.3 | -132.1+0.2
AE ele -1.1+0.2 -2.3+0.3 -9.5+0.3 -10.4+0.3 -10.3+0.2 -10.8+0.3 -14.9+0.3 -19.3+0.2 | -17.3+0.2
CatS AG ps 62.5+0.2 54.8+0.2 65.8+0.2 65.5+0.3 67.5+0.5 68.8+0.2 38.6+0.2 35.5+0.2 43.50.3
AG sasa -6.1+0.3 -5.5+0.2 -7.4+0.3 -8.3+0.2 -10.3+0.4 -7.4+0.3 -13.6+0.2 -17.720.2 | -15.9+0.2
AG bind -35.5+0.2 -43.1+0.2 -68.4+0.2 -65.6+0.2 -66.0+0.2 -62.6+0.2 -124.610.5 -133.4+0.2 | -121.8+04
AG vaw -88.7+0.3 -90.4+0.2 -116.1+0.2 -112.140.2 -121.740.2 -121.1+0.4 -130.6+0.4 -136.9+0.2 | -137.5+0.2
AE ele -2.5+0.3 -3.7+0.2 -9.5+0.2 -7.9+0.2 -9.8+0.2 -9.7+0.2 -17.8+0.4 -17.8+0.2 | -18.2+0.2
CatK AG ps 68.0+0.2 55.5+0.2 70.840.2 64.0+0.3 63.6+0.2 70.0+0.2 43.4+0.2 36.5+0.2 49.510.2
AG sasa -7.0+0.2 -6.2+0.4 -7.9+0.2 -8.2+0.2 -9.4+0.4 -8.9+0.2 -16.3+0.4 -16.30.2 | -16.7+0.4
AG bind -30.2+0.4 -45.8+0.2 -62.7+0.2 -64.2+0.2 -77.310.2 -70.1+0.2 -121.3+0.2 -134.6+0.2 | -122.9+0.2
AG vaw -90.5+0.3 -90.9+0.4 -116.1+0.2 -110.1+0.2 -117.940.2 -117.4+0.2 -132.910.3 -130.7+0.2 | -134.2+0.2
AE ele -2.3+0.3 -4.3+0.2 -8.5+0.4 6.6+0.2 -9.8+0.3 -12.6+0.2 -19.5+0.2 -19.7£0.3 | -16.6+0.3
CatL AG ps 63.5+0.2 64.6+0.4 67.6+0.5 69.7+0.2 70.5+0.2 63.5+0.2 45.410.2 37.5£0.2 46.520.2
AG sasa -7.7+0.2 -5.8+0.2 -8.6+0.4 -9.4+0.2 -8.8+0.2 -9.8+0.2 -17.9+0.2 -18.1+0.2 | -15.2+0.2
AG bind -37.1+0.2 -36.5+0.2 -65.6+0.5 -56.6+0.2 -65.9+0.2 -76.8+0.2 -124.1+0.2 -131.0+0.2 | -119.6+0.2
AG vaw -90.0+0.2 -93.3+0.2 -113.4+0.2 -117.3+2.7 -126.5+0.2 -125.2+0.2 -137.940.2 -143.3+0.2 | -140.6+0.2
AE ele -4.9+0.2 -3.3+0.2 -8.5+0.3 -10.5+1.7 -9.9+0.3 -10.5+0.3 -17.4+0.3 -19.4+0.3 | -17.3+0.3
FP-2 AG ps 54.7+0.2 53.6+0.2 63.6+0.2 59.0+3.1 68.6+0.2 57.7+0.2 40.3+0.2 38.7+0.2 41.5+0.2
AG sasa -6.7+0.2 -5.9+0.2 -8.8+0.3 -7.8+1.7 -7.3+0.3 -8.7+0.3 -16.0+0.3 -17.8+0.3 | -15.9+0.3
AG bind -46.8+0.2 -49.0+0.2 -67.3+0.2 -76.6+2.7 -75.1+0.2 -86.7+0.2 -132.0+0.2 -141.940.2 | -132.3+0.2
AG vaw -94.2+0.2 -91.5+0.2 -115.6+0.3 -113.6+0.2 -124.6+0.2 -129.3+0.6 -137.510.2 -142.1+0.2 | -137.5+0.2
AE ele -4.3+0.3 -3.5+0.2 -7.9+0.3 -9.7+0.3 -9.8+0.3 -9.9+0.3 -17.4+0.3 -19.4+0.3 | -17.3%0.2
FP-3 AG ps 57.9+0.2 54.9+0.2 68.3+0.2 60.6+0.2 63.5+0.4 64.6+0.4 42.5+0.4 34.9+0.2 43.520.2
AG sasa -7.0+0.2 -6.4+0.2 -8.0+0.2 -7.8+0.2 -7.6+0.2 -8.7+0.4 -16.0+0.2 -17.8+0.2 | -15.9+0.2
AG bind -47.6£0.2 -46.5+0.2 -63.0+0.2 -70.1+0.2 -78.5+0.2 -83.3+£0.4 -128.4+0.2 -144.4+0.2 | -127.2+0.2
AG vaw -87.4+0.2 -87..7+0.2 -112.240.2 -114.240.2 -130.0+0.4 -125.6+0.2 -144.2+0.2 -137.9+0.2 | -137.5+0.2
AE ele -5.8+0.3 -3.9+0.3 -5.6+0.3 -9.6+0.3 -10.5+0.4 -10.5+0.3 -18.4+0.3 -18.3+0.2 | -18.0+0.3
VP-2 AG pB 49.9+0.2 49.7+0.2 70.7+0.2 56.5+0.2 68.4+0.5 65.7+0.2 42,910.2 28.3+0.2 45.6%0.2
AG sasa -5.8+0.2 -4.4+0.3 -9.4+0.2 -7.2+0.2 -7.0+0.4 -9.2+0.02 -16.9+0.2 -16.8+0.2 | -16.5+0.2
AG bind -49.2+0.2 -46.4+0.2 -56.5+0.2 -73.4£0.2 -78.9+0.6 -79.5+0.2 -136.6+0.2 -144.2+0.2 | -126.4+0.2
VP-3 AG vaw -91.6+0.2 -87.7+0.2 -118.3+0.2 -114.740.2 -123.6+0.2 -126.0+0.2 -137.2+0.2 -138.6+0.2 | -138.1+0.2




421

422

423

424

AE el -2.3+0.2 -2.5+0.3 -9.9+0.4 -10.6+0.2 -11.340.3 -11.3+0.2 -17.8+0.3 -17.6+0.3 -16.7+0.3
AG pB 58.9+0.2 53.3+0.2 65.6+0.5 48.8+£0.2 63.9+0.2 64.9+0.5 38.7+0.2 30.5+0.2 47.5+0.2
AG sasa -6.0+0.2 -5.4+0.2 -7.7+£0.2 -8.3+£0.3 -9.3+£0.2 -8.9+0.2 -16.3+0.2 -16.2+0.3 -15.3+0.2
AG bpind -41.1+0.2 -42.340.2 -70.4+0.5 -84.840.2 -80.3+0.2 -81.340.2 -132.7+0.2 -141.9+0.2 | -122.6+0.2
AG vaw -87.6+0.2 -93.740.2 109.75+0.2 -113.7+£0.5 -128.3+0.2 -123.7+0.2 -136.8+0.2 -137.0+0.2 | -140.4+0.2
AE el -2.2+0.3 -3.0+£0.2 -7.0£0.2 -9.6+0.2 8.9+0.3 -9.8+0.3 -18.4+0.3 -21.0+0.2 -15.6+0.3
KP-2 AG pB 57.7£0.2 56.8+0.4 -64.8+0.4 56.6+0.5 64.6+0.2 64.6+0.2 46.5+0.2 34.620.2 46.5+0.2
AG sasa -7.4+0.2 -5.5+£0.2 -9.3+£0.2 -8.6+£0.4 -8.2+0.3 -9.2+0.2 -16.9+0.2 -19.3+0.2 -14.3+0.2
AG bpind -39.7+0.2 -45.440.2 -61.2+0.4 -75.440.2 -80.840.2 -78.1+0.2 -125.6+0.2 -142.7+0.2 | -123.7+0.2
AG vaw -89.2+0.2 -93.1+0.3 -112.4+0.2 -113.6+0.2 -127.1+0.2 -123.5+0.2 -136.0+0.2 -140.6+0.2 | -142.2+0.2
AE el -3.5%0.2 -3.2+0.2 -7.9+0.2 -10.5+0.2 -9.9+0.2 -11.240.3 -18.4+0.3 -17.8+0.3 | -18.7+0.3
KP-3 AG ps 63.6+0.2 53.5+0.2 64.3+0.2 63.2+0.4 64.7+0.2 63.9+0.2 37.6x0.4 37.4£0.5 45.4+0.4
AG sasa -5.8+0.2 -6.0+0.3 -8.6+0.3 -8.8+£0.2 -8.2+0.3 -9.2+0.2 -16.7+0.2 -16.3+0.2 | -17.2+0.2
AG bind -33.6+0.4 -49.0+0.2 -64.5+0.2 -69.7+0.2 -80.6+0.2 -80.0+0.2 -133.7+0.2 -137.3+0.2 | -132.7+0.2
AG vdw -90.5+0.2 -93.3+0.2 -116.8+0.2 -116.1+0.5 -122.4+0.4 -126.8+0.4 -112+0.2 -148.3+0.2 | -141.7+0.2
AE el -3.5+0.3 -2.4+0.2 -9.5+0.2 -9.8+0.2 -9.9+0.2 -10.4+0.2 -16.3+0.2 -17.4+0.3 -18.3+0.2
BP-2 AG pB 68.7+0.2 54.3+0.4 62.5+0.2 56.9+0.2 64.6x0.5 62.4+0.2 45.620.5 37.4+0.2 48.7+0.2
AG sasa -6.0£0.2 -5.6+0.3 -9.6+0.2 -9.4+0.2 -8.6£0.4 -8.2+0.2 -15.0+0.2 -16.0+0.2 -16.8+0.2
AG bind -31.3+0.2 -46.7+0.4 -73.4+0.4 -78.4+0.5 -76.3+0.5 -83.0+0.2 -125.1+0.4 -144.3+0.2 | -128.1+0.2
AG vdw -91.5+0.2 -92.7+0.2 -118.0+0.3 -116.0+0.2 -129.8+0.2 -127.9+0.2 -141.4+0.2 -140.6+0.2 | -143.5+0.2
AE el -4.2+0.3 -3.620.2 -9.3+0.2 -9.9+0.2 -9.8+0.3 -10.3+0.2 -21.7+0.4 -17.4+0.2 -19.5+0.2
CP-2 AG p8 56.7+0.2 57.6x0.2 59.7+£0.2 67.3+0.4 70.5+0.2 56.6+0.2 43.6+0.2 35.620.2 45.6+0.2
AG sasa -5.4+0.2 -6.4+0.2 -7.2+0.3 -9.4+0.2 -10.0+0.2 -10.9+0.2 -20.0+0.2 -16.0+0.2 -17.9+0.2
AG bind -44.5+0.2 -45.1+0.2 -75.240.3 -68.0+0.2 -79.0+0.2 -92.6+0.2 -139.6+0.4 -138.4+0.2 | -135.3+0.2
AG vdw -94.1+0.2 -88.9+0.2 -112.2+0.4 -115.8+0.2 -121.7+0.2 -121.1+0.2 -131.8+0.2 -143.0+0.2 | -136.8+0.2
AE el -4.8+0.3 -2.920.2 -8.6+0.3 -10.3+0.3 -9.0+0.2 -10.6+0.2 -19.4+0.2 -18.5+0.3 | -16.8+0.2
YP-2 AG p8 60.5+0.2 58.4+0.4 65.7+0.2 64.5+0.2 64.4+0.2 63.6+0.2 39.6x£0.4 36.6+0.2 41.6+0.2
AG sasa -5.1+0.2 -6.2+0.2 -8.5+0.2 -8.6+0.3 -9.4+0.2 -9.7+0.2 -17.8+0.2 -17.0+0.2 | -15.4+0.2
AG bind -43.4+0.2 -39.540.2 -63.6+0.2 -70.3+0.2 -717.7+0.2 -83.4+0.2 -129.5+0.2 -142.1+0.2 | -127.6+0.2




425  Table S6: Subsite residue composition information (details and position). Residue numbering based on the catalytic domain length of individual
426  proteins as indicated in Table S1.

Subsite Protein

FP-2 FP-3 | VP-2 | VP-3 | KP-2 | KP-3 | BP-2 | CP-2 | YP-2 | Cat-K | Cat-L | Cat-S

a Q36 Q38 | Q37 | Q36 | Q37 | Q35 Q37 Q37 | Q37 Q19 Q20 Q19

b C39 C41 | C40 | C39 | C40 | C38 C40 C40 | C40 C22 C23 C22

S1 c G40 G42 | G41 | G40 | G41 | G39 A4l A4l | A4l G23 G24 G23
d C80 C82 | C81 | C80 | C8B1 | C79 cs1 C81 | cs1 C63 C66 C66

e N81 Y83 | Y82 | D81 | D82 | D80 E82 E82 | D82 G64 N67 N67

a L84 Y86 | F85 N84 | L85 F83 185 185 185 Y67 L70 F70

b 185 187 186 185 186 184 L86 L86 L86 M68 M71 M71

c S149 | S151 | S150 | S149 | S150 | N148 | A150 | A150 | A150 | Al34 A136 | G137

S2 d L172 P174 | P173 | P172 | P173 | T171 | A173 | A173 | A173 | L160 M162 V162
e N173 | N175 | N174 | N173 | N174 | N172 | N174 | N174 | N174 | N161 D163 | N163

f Al75 | A177 | A176 | A175 | Al176 | Al74 | Al76 | A176 | A176 | Al63 G165 G165

g D234 | E236 | E235 | Q234 | E235 | E233 | G235 | A235 | G235 | L209 A215 F211

a K76 K78 | Q77 | K76 | K77 | Q75 N77 N77 | N77 E59 G62 G62

b N77 N79 N78 N77 N78 N76 N78 N78 N78 N60 N63 N63

S3 c Y78 N80 | T79 | Y78 | N79 | N77 F79 D79 | F79 D61 E64 K64
d G82 G83 | G83 | G82 | G83 | G81 G83 G83 | G83 G65 G68 G68

e G83 G84 | G84 | G83 | G84 | G82 G84 G84 | G84 G66 G69 G69

a V150 1152 1151 1150 1151 1149 V15 V151 | V151 1135 1137 V138

b A151 | A153 | A152 | C151 | N152 | A150 | G152 | G152 | G152 | D136 D138 | D139

c V152 | A154 | V153 | A152 | A153 | V151 | V153 | A153 | V153 | A137 A139 | Al140

S’ d S153 | S155 | S154 | N153 | N154 | S152 | D154 | S154 | A154 | S138 G140 R141
e A157 | A159 | A158 | V157 | T158 | A156 | E158 | Q158 | E158 | Q143 L145 F146

f H174 | H176 | H175 | H174 | H175 | H173 | H175 | H175 | H175 | H162 H164 H164

g N204 | N206 | N205 | N204 | N205 | N203 | N205 | N205 | N205 | N182 N188 | N184

h W206 | W208 | W207 | W206 | W207 | W205 | W207 | W207 | W207 | W184 | W190 | W186

427



428  Table S7. Residues with significant 4BC (A) and AL (B). Apo systems were used as the reference structures. A cut off value of one and half
429  times standard deviation of the means of the difference with the various ligands used to define residues with significant changes in average BC
430 and average L. Residue numbering based on the catalytic domain length indicated in Table S1.

Protein | Change Residues
Fp.2 +change | W24, L26, V30, T31, S41, A56, 157, N60, C73, G82, P105, S147, A151, M183, 1202, K203
- change R25, N38, G40, P100, P145, V179, F181, 1201, S205, A235
W47, G51, S52, L66, S68, V73, S76, D96, S110, C116, N117, L118, 1148, L180, V181, A237,
+ change
FP-3 P240
-change | A39, G42, Q70, M94, G98, K128, S132, Y189, S207, G209
+ change P13, K14, A21, V49, Q70, A109, V149, 1A52, F182, G183, G212, D222, 1223, N224, 2G25,
VP-2 P229, C230, G233
- change D19, E53, M71, 1111, S148, F165, V180, K197, Y199, 1202, V203, S206, W207
+ change H22, W24, T31, N38, L65, E69, E101, V107, D108, L113, A152, N178, E184, Y199, K203,
VP-3 Q219, D221
- change C42, E52, C99, T110, S147, F164, V179, E185, L202, S230
KP-2 +change | L21, T32, Q55, P106, V135, E139, V180, A186, K197, R198, S206, Q220, T221, D231, 1241
- change W25, V51, Y56, 1141, D166, A176, L179, Y188, Y200, L226, T229, G233
KP-3 + change S40, S45, T46, V47, V70, D80, P85, V139, V147, 1176, Y197, Y199, A234
- change G36, G39, C41, V50, A150, G168, Y186, R194, R196, Y198, G236
+ change K12, 131, G33, S42, A49, Y56, D73, C74, E113, 1141, L144, 1147, A176, G181, N205, Y216,
BP-2 T221, 1240
- change D27, 132, D36, Q38, A4l, V52, Q69, F90, S109, P112, P133, L179, R204, N229, P238
+ change F23, D24, 132, S42, W44, A45, D110, D135, V151, V180, Y201, 1202, S208, K220, C230,
CP-2 V231
- change S9, S13, 131, K38, A49, 152, E139, A140, 1141, T148, A150, F165, A226, N229, V233
VP2 +change | N9, N19, 134, A47, L66, S109, P133, T147, G152, V177, 1180, S206, C230, L232, 1239, 1240
- change V51, V52, R59, S67, E91, E116, Q142, P146, T148, 1149, T170, L179, R204, V231
+ change Y12, C22, V31, N52, D61, G64, G80, C96, K103, C155, L165, A166, A180, K191, N199,
Cat-K K200
- change N18, C25, G32, N47, A71, M97, N161, N201, N202, A203, G205, L209
Cat-L | +change | E64, M71, Q76, E87, T111, 1137, F153, E160, D163, E177, K187, S189, A203, K204
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432

- change

T15, T32, L35, G37, L54, D56, L70, P91, S134, K148, G165, L167, E174, S175

Cat-S + change | T14, E35, V46, D85, P91, K93, S103, R106, A107, K183, H188, C206
- change G23, F28, S29, A30, A36, L38, L53, K104, A108, T159, W186, G207
B)
FP-2 + change | M2, A20, R25, L26-S28, D35-G40, K59, L62, G83, Y106-L113, C119, Q208-W210
- change N60, G82, G97, C114, D117
Ep-3 + change D20, A39, G98, P107-C116, K119, D136
- change L66, Y227, A237
VP-2 + change | K14-H20, G83, G84, Y107-P, F117-1119, G167, D222-R227
- change S75, E113, M114, T192
VP-3 + change | G40, E106-E112, Y158, L163, F164, G166-C168, E185-Y198, S230
- change T31, S74, L113, C114
KP-2 + change | F18-Y20, D82, L114, C115, Y188-S192, E196, G209, K210, L226, T229
- change L21, V64, T158, L164, F165, G167, S168, E235, A236
KP-3 + change | C38, G39, N59, V62, G81, G82, L97, Y105, P110, C118
- change R27, E60, V109, K112, D116, R120, F133, F155, S188-K195
BP.2 + change 12-Y11, R26-Y28, 132, D36-K39, Y107-V111, N118, K119, Y188-L.192
- change K17, N61, Q62, E113, V231
Cp-2 +change | S9, V18-Y20, 131, A33, Q37-R39, L114, S224-A226, N229
- change Y11, P14-D16, A30, A33, V34, S42, D110, N118, D135
YP-2 + change Y11, P14-Q17, 132, P112, E116, T170, Y172, V231
- change N19, D33, 134, D36-Q38, N61, L66, C81, N118-C120, H191, C230, L232, Q234
Cat-K +change | V16-Q19, G43, Q76, K77, M97, N99, G102, E115, G116, S154, K200-G205
- change G64, N156-D158
Cat-L +change | Y101, N102, K104, S159, D179, G211
- change G44, 147, G62, E64, G69, E93-E96, T111, F144, E160, D163, T176, E177
Cat-S + change | Y101-K104, T159, Q160
- change G20, S21, V46




433  Table S8. Association of the various protein dynamic residue network metrics for proteins bound to different compounds as determined by
434  Pearson’s correlation coefficient.

SANCO00 PubChem
Protein Metric 364 365 367 369 371 372 373 | 126461286 | 126462623 | 126465495
BCvs L1 071 | 071 | 071 | 0.72 | 0.71 | 0.70 | 0.70 0.72 0.70 0.70
FP-2 BC vs RMSF! 0.67 | 067 | 068 | 0.63 | 0.65 | 0.66 | 0.65 0.65 0.63 0.61
L vs RMSF 0.76 | 068 | 0.78 | 064 | 0.74 | 0.77 | 0.70 0.73 0.77 0.76
BCvsL! 073 | 072 | 0.72 | 0.72 | 0.73 | 0.73 | 0.72 0.72 0.74 0.73
FP-3 BC vs RMSF! 0.67 | 064 | 064 | 064 | 0.65 | 0.65 | 0.65 0.64 0.69 0.65
L vs RMSF 081 | 082 | 0.79 | 0.81 | 0.79 | 0.79 | 0.80 0.78 0.77 0.78
BCvs L1 0.73 0.74 0.75 0.74 0.75 0.73 0.73 0.73 0.74 0.74
VP-2 BC vs RMSF! 061 | 060 | 0.69 | 062 | 0.61 | 0.61 | 0.65 0.65 0.63 0.59
L vs RMSF 0.77 0.75 0.76 0.73 0.77 0.74 0.80 0.77 0.74 0.75
BCvs L1 074 | 072 | 0.74 | 0.72 | 0.75 | 0.73 | 0.73 0.73 0.74 0.74
VP-3 BC vs RMSF1 063 | 055 | 064 | 060 | 059 | 0.62 | 0.58 0.65 0.63 0.59
L vs RMSF 077 | 075 | 0.78 | 0.75 | 0.65 | 0.66 | 0.80 0.77 0.74 0.75
BCvs L1 0.74 | 077 | 0.73 | 0.72 | 0.75 | 0.77 | 0.77 0.78 0.77 0.73
KP-2 BC vs RMSF1 057 | 062 | 064 | 064 | 059 | 0.66 | 0.64 0.63 0.63 0.64
L vs RMSF 075 | 072 | 0.78 | 0.78 | 0.76 | 0.70 | 0.72 0.77 0.68 0.80
BCvs L1 0.74 0.74 0.74 0.74 0.76 0.74 0.77 0.75 0.72 0.74
KP-3 BC vs RMSF! 066 | 063 | 0.62 | 061 | 0.67 | 0.63 | 0.66 0.66 0.65 0.65
L vs RMSF 0.76 | 079 | 081 | 0.80 | 0.72 | 0.77 | 0.75 0.76 0.79 0.77
BCvs L1 0.76 | 077 | 0.77 | 0.76 | 0.76 | 0.77 | 0.76 0.77 0.77 0.76
BP-2 BC vs RMSF! 059 | 060 | 0.62 | 058 | 0.61 | 0.55 | 0.56 0.56 0.55 0.53
L vs RMSF 076 | 071 | 0.73 | 0.75 | 0.75 | 0.72 | 0.71 0.69 0.68 0.72
BCvs L1 076 | 075 | 0.75 | 0.77 | 0.76 | 0.76 | 0.76 0.76 0.77 0.77
CP-2 BC vs RMSF1 058 | 056 | 063 | 0.65 | 0.61 | 0.61 | 0.63 0.61 0.63 0.61
L vs RMSF 0.74 | 074 | 0.80 | 0.67 | 0.77 | 0.73 | 0.76 0.71 0.77 0.73
BCvs L1 075 | 075 | 0.76 | 0.76 | 0.75 | 0.78 | 0.75 0.75 0.75 0.76
YP-2 BC vs RMSF1 0.65 | 055 | 062 | 0.60 | 057 | 0.65 | 0.61 0.68 0.64 0.54
L vs RMSF 076 | 073 | 0.75 | 0.73 | 0.72 | 0.61 | 0.71 0.76 0.75 0.73




435

BCvs Lt 086 | 086 | 0.87 | 0.87 | 0.86 | 0.87 | 0.87 0.88 0.87 0.86
Cat-K BC vs RMSF! 061 | 066 | 062 | 0.64 | 059 | 0.64 | 0.66 0.61 0.68 0.64
L vs RMSF 053 | 066 | 062 | 0.61 | 058 | 0.56 | 0.56 0.49 0.57 0.64
BCvs Lt 083 | 084 | 0.83 | 0.83 | 0.84 | 0.84 | 0.86 0.82 0.84 0.84
Cat-L BC vs RMSF! 062 | 052 | 065 | 059 | 0.65 | 0.65 | 0.60 0.59 0.63 0.62
L vs RMSF 069 | 054 | 070 | 063 | 0.66 | 0.67 | 0.68 0.68 0.69 0.72
BCvsL! 086 | 086 | 0.87 | 0.87 | 0.8/ | 0.87 | 0.87 0.86 0.87 0.84
Cat-S BC vs RMSF! 052 | 059 | 054 | 058 | 059 | 058 | 0.62 0.60 0.59 0.54
L vs RMSF 051 | 058 | 054 | 062 | 0.62 | 056 | 0.61 0.59 0.52 0.65




436  Table S9. Active compounds against FP-2 and decoys from DUD-E used for docking protocol validation.
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CCOC(=0)ciccc(ccl)c2ecec(02)/C=N/Nc3nc(nc(n3)Ncdccec(cc4)OC)NCeheecco5
CCCCN(CC)S(=0)(=0)ci1ccce(ccl)C(=0)Nc2nnc(o2)c3cc(c(c(c3)OCC)OcC)oce
CC[C@@H]1CCCCN1S(=0)(=0)c2ccc(cc2)C(=0)Nc3nnc(o3)cdcc(c(c(c4)OCC)OCC)OCC

CCOclcc(cecclOCC=C)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCc4cccccdF)O)C(=0)c5cecbe(c5)C[C@H](06)C

CCCCcCcCccceeeescelnc2e(nlClC@H](COc3ccec(ce3)CNO)e(=0)[nH]c(=0)n2C

CC(C)(C)clcce(cel)e2nne(n2¢c3ceece3)SCC(=0)Ncdcec5ce(cd)sc(n5)SCC(=0)NC[C@ @H]6CCCO6
clcce(ccl)C(=0)Nc2c(cn(c(=0)n2)[C@H]3[C@H]([C@@H]([C@@H](0O3)COC(=0)c4ccceccd)OC(=0)c5ccecec5)OC(=0)cbeecech)F

COclcce(ccl)NC(=0)CCCCCn2c(=0)c3c(ccs3)nc2SCC(=0)Nc4dccec(cc40C)0C

CCC(C)(C)[C@H]1CCc2c(sc(c2C(=0)OC)NC(=0)CCCS(=0)(=0)c3nc(cc(n3)C(F)(F)F)cdccecc4OC)CL

Cclcece(cel)Cn2ccc(n2)NC(=0)CCCS(=0)(=0)c3nc(cc(n3)C(F)(F)F)c4cce(c(c4)OC)0C
CCCCOclccce(c(cl)C)e2ce(cn(n2)c3cecec3)CAC(=C(NC(=C4C(=0)0CCcoLC)C)C)c(=0)0occoc
CCCOclccee(c(cl)C)e2e(cn(n2)c3cecec3)CA4C(=C(NC(=C4C(=0)OCCOC)C)C)C(=0)0CccocC
CCI[NH+](CC)CCN1[C@H](C(=C(C1=0)[O-])C(=0)c2ccc(cc2)OCC=C)c3cc(c(c(c3)Br)O)OC
CCCOP(=0)(clc(oc(nl)Cc2cccec3c2ceccc3)NCCe4cecec(c(c4)OC)OC)OCCC
CCCOclccee(cel)C(=0)0c2cec(cc20C)/C=N/NC(=0)[C@H](C)Oc3ccc(cc3)Br
CCCOclccee(cel)C(=0)0c2cec(cc20CC)/C=N/NC(=0)C(=0O)Nc3ccc(cc3)Br
CCOclcc(cecclO)/C=N/NC(=0)CSc2nnc(n2c3cccec3)cdec(c(c(c4)OC)OC)0C
CCCOclcee(ccl)C(=0)0c2cec(cc20CC)/C=N/NC(=0O)CNC(=0)c3cce(c(c3)0C)0C
CCCOclccee(ccl)C(=0)Oc2cec(cc20CC)/C=N/NC(=0)C(=0O)Nc3ccc(c(c3)CICI
CCCOclccee(ccl)C(=0)O0c2cec(cc20CC)/C=N/NC(=0)c3ccccc3NS(=0)(=0)c4ccc(ccd)Cl
Cclcee(cc1lC)NC(=0O)CN2c3ceeec3/C(=C/4\C(=O)N(C(=S)S4)CCCCCCCCCCC(=0)0)/C2=0
CCCCCCCCN1C(=0)/C(=C/2\c3ccececc3N(C2=0)CC(=0)Nc4ccc(cc40C)0C)/SC1=S
CCCCOclccee(ccl)C(=0O)NCC(=0O)N/N=C/c2cc(ccc20C(=0)c3cce(cc3)C)Br
Cclccee(c(cl)c2ce(en(n2)c3ccecc3)C4C(=C(NC(=C4C(=0)OCCOC)C)C)C(=0)0Cccor)C
CCCOclccee(cel)C(=0)0c2cec(cec2)/C=N/NC(=0)C(=0O)Nc3ccececc3C(=0)Nc4dccec(c4)C
CC1=C(C(C(=C(N1)C)C(=0)OCC=C)c2cn(nc2c3cec(c(c3)CHOC)cdccececd)C(=0)0CC=C
COclccc(ccl)ec2nne(n2c3cec(cc3)OC)SCC(=0)N/N=C/c4ccc(c(c40C)0C)0C
CCCN(CCC)S(=0)(=0)clcce(ccl)C(=0)Nc2ccec(cec2)S(=0)(=0)Nc3cc(on3)C
COclcce(ceclOC)e2nne(n2CC=C)NCC(=0)Nc3ncc(s3)Cc4lccc(ccd)F
CCCCC(=0)Nc1lnnc(s1)SCC(=0O)Nc2c(c(c(s2)C(=0)0OCC)C)C(=0)0CC
clcce(ccl)OCCOc2ccce(cc2)C(=0)NC(=S)Nc3ccec(c3)C(=0)NC4CCcCccc4
Cnlc(nnclSCC(=0)Nc2cce(cc2)OC(F)(F)F)CSCC(=0)Nc3cecece3
CC[C@@H](C)clcce(ccl)N([C@H](c2ccco2)C(=O)NC(C)(C)CC)C(=O)CNC(=0)c3cces3
Cclcc2ce(c(=0)[nH]c2cc1C)CN(Cc3ceenc3)C(=S)NCCc4ccec(c(c4)0C)0C
CCOCCn\1c2ccc(ce2s/c1=N\C(=0)CCCSc3ccc(cc3)OC)S(=0)(=0O)N
CN(clcceecl)C(=0)c2cccec(c2)NC(=S)NC(=0)c3ccec(c3)OCCOc4ccceccs
clcce(ccl)C(=0O)Nc2cee(cc2)NC(=S)NC(=0)c3ccec(c3)OCCOc4cccccs
CCOclcc(cc(c1OCC)OCC)C(=0O)N/N=C(/C)\c2ccc(cc2)NC(=0)c3cece(s3)C
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CCclccee(c(cl)Br)OCC(=0O)NNC(=S)NC(=0)COc2ccc(cc2)C(C)(C)C
Cclce(cc(clCC)OCC(=0O)NNC(=S)NC(=0)CCCOc2ccc(cc2CCl
CCCOC(=0)clcece(ccl)OCC(=0O)NNC(=S)NC(=0)c2ccc(c(c2)Br)C
Cclce(nc(n1l)N/C(=N/C(=S)Nc2ccc(cc2)Ne3ccecc3)/NCe4cec(cc4)OC)C
CCCOclcceeclC(=0O)NNC(=S)NC(=0)c2cce(c(c2)Br)OCC(C)C
CC[C@H](C)clcee(ccl)OCC(=O)NNC(=S)NC(=0)c2cc(ccc20CC)Br
Cclcece(c(cl)C)NS(=0)(=0)c2cce(cc2)NC(=S)NC(=0)c3cceccc30CCOC
Cclccec(cINS(=0)(=0)c2ccc(cc2)NC(=S)NC(=0)c3cceccc30CCOC)C
COCCOclccee(cclBr)C(=0O)NC(=S)Nc2cec(cc2)OC[C@H]3CCCO3
Cclcee(c(c1l)C)OCC(=0O)NNC(=S)NC(=0)c2cc(ccc20CCOC)Br
clcc(cc(cl)NC(=S)NC(=0)CCCOc2ccc(cc2ClCHC(=0O)NC[C@H]3CCCO03
CCl=C([C@@H](C(=C(N1)C)C(=0)OCCOc2ccc(cc2)NC(=0)C)c3ccc(s3)[N+](=0)[O-])C(=0)0C
CCCOclcce(cecl)C(=0O)NC(=S)Nc2cec(cc2)NC(=0)[C@@H](C)Oc3cccec3Cl
CCCSclnc2ccce(cc2s1)NC(=0)CSc3nc([nH]N3)N/N=C/C=C/c4ccccc4
CCOclcec2e(cl)sc(n2)NC(=0)CSc3nc([nH]N3)N/N=C/c4ccc(ccd)C(=0)0C
CCCCsSclnnc(s1)NC(=0)CSc2nnc(n2N)N/N=C/c3ccccac3ccecd
C=CCclcccc(c10)/C=N/Nc2[nH]nc(n2)SCCC(=0)NC(c3cceec3)cicececcd
CCOC(=0)C1=C(NC(=O)N[C@H]1c2ccc(02)C)COC(=0)CCc3ncc(o3)cdc(ccccdF)F
CCCCNC(=0)[C@@H](c1c(cceclClCIN(Cc2ceco2)C(=0)CNC(=0)c3ccceec3
CC[C@H](C)NC(=0)Cnlc2ccsc2c(=0)n(c1=0)CCCCCC(=0O)NCc3cccec3Cl
CCCOclccec(cclOCO)[C@@H]2c3cec(cc30C(=C2C#N)N)OC(=0)COc4ccc(ccd)C
CCOclccec(cecl)n2¢(nnc2SCC(=0)N/N=C/c3cccc(c30)CC=C)c4cccecd
CCCCCCOclcce(ccl)NC(=O)C[C@@H]2C(=0O)N(C(=S)N2NC(=0)c3ccce(cc3)Cl)C
CCCCsSclcceccINC(=0)CSsc2ne([nHIn2)N/N=C/c3cccc(c3)Br
CN(C)clccee(ccl)/C=N/Nc2[nH]nc(n2)SCC(=0)Nc3cceccc3SCce4cccecd
CCCCsSclnnc(s1)NC(=0)CSc2nc([nHIn2)N/N=C/c3ccc(cc3CI)Cl
CCCCsSclcceccINC(=0)CSc2ne([nHIN2)N/N=C/c3ccc(cc3)Br
COclcceecl/C=N/Nc2[nH]nc(n2)SCC(=0)Nc3cccdce(c3)sc(nd)SCC=C
CCOC(=0)ci1c(c(c(s1)NC(=0)CSc2nc([nHIn2)N/N=C(/C)\c3ccc(cc3)OC)C#N)C
CclccececlC(=0)NCCc2nnc(n2CC=C)SCC(=0)Nc3nc(cs3)cdccececsd
COC(=0)clccecccINC(=0)CSc2nnc(n2CC=C)CCNC(=0)c3ccccc3Cl
CCN(CC)C(=0)clc(c(c(s1)NC(=S)Nc2cen(n2)Cc3cceec3Cl)C(=0)0C)C
CCN(CC)C(=0)clc(c(c(s1)NC(=S)Nc2ceee(c2)Cn3c(ce(n3)C)C)C(=0)0C)C
CCN(CC)C(=0)clc(c(c(s1)NC(=S)Nc2c(cn(n2)Cc3ccecc3)Cl)C(=0)0C)C
CCOclccececINC(=0)CCSc2nnc(n2c3cecccc3)CNce4cecechedceecs
CCOclccececINC(=0)CCSc2nnc(n2c3ccccc3)CNedcec(ccd)Cl
CCclcececcIN(CC(=0O)N/N=C/c2ccc(cc2)OCC(=0)Nc3ccec(cec3)C)S(=0)(=0)C
CCCCOC(=0)clcce(ccl)NC(=0O)C[C@@H]2C(=0)Nc3n2nc(c3c4ccc(ccd)Cl)COC




98

99

100

101

102

103

104

105

106

107

108

109

110

111

112

113

114

115

116

117

118

119

120

121

122

123

124

125

126

127

128

129

130

131

132

133

134

Cclcece(ccl)CN(Cc2ccec(02)/C=N/NC(=0)C(=0O)NCC=C)S(=0)(=0)c3ccc(cc3)C
C[C@@H](C(=O)Ncilcce(cecl)C(=0)C)Sc2nne(n2c3ccc(cc3)OC)CNce4dcecc(ccd)OC
C[C@H](C(=0O)Nclccc(ccl)C(=0)C)Sc2nnce(n2c3ccc(cc3)OC)CNce4dcecec(ccd)OC
Cclcec(cc1C)NC(=0)Cn2c3cesc3c(=0)n(c2=0)CCCCCC(=0O)NCc4ccc(ccd)F
Cclccee(ccINC(=0)Cn2c3ccccc3c(=0)n(c2=0)CCCCC(=0)NCc4cccccdOC)Cl
CN(C)clcee(ccl)NC(=0)CSC2=Nc3ccecc3C4=N[C@H](C(=0O)N42)CCC(=0O)NCc5ccccc50C
CCOCCOclcee(ccl)C(=0O)NC(=S)Nc2cee(cc2)S(=0)(=0)Nc3cce(ce(c3)C)C
CCOCCOclceee(cl)C(=0O)NC(=S)Nc2cee(cec2)S(=0)(=0)Nc3ccec(c(c3)C)C
CCclccc2c(cl)ec(c(=0)[nH]2)CN(CCc3cce(c(c3)OC)OC)C(=S)Nc4ccee(ccd)OC
CCC(C)(C)NC(=0)[C@H](c1cce(ccl)OC)N(c2ecee(cc2C)C)C(=0)CCC(=0)Nc3cec(on3)C
CCC(C)(C)NC(=0O)[C@H](c1cce(ccl)OC)N(Ce2cecec(cc2)C)C(=0)CCC(=0)Nc3cc(on3)C
CCC(C)(C)NC(=0O)[C@H](c1cceeclCl)N(Cc2cces2)C(=0)CCC(=0)Nc3cc(on3)C
Cclccc2ec(c(=0)[nH]c2c1)CN(Cc3cec(cec3)OC)C(=S)NCCc4ccece(c(c4)0C)0C
CC[C@@H](C)Oclcce(cecl)C(=0O)NC(=S)Nc2cec(cc2)NC(=0)[C@ @H](C)Oc3ccccc3Cl
CC[C@H](C)Oclcce(cecl)C(=0)NC(=S)Nc2cec(cc2)NC(=0)[C@ @H](C)Oc3cccec3Cl
C=CCnlc(nnclSCCC(=0)Nc2cce(cc2)S(=0)(=0O)NC3CCCCCI)c4cecencs
CCOC(=0)CCcCCC(=0)cic([nH]c(=0)[nH]1)CSc2nc3c(c4cc(ceccan3C)Br)nn2
CCOclcc(ccclOC(=0)c2ceco2)/C=N/NC(=0)/C(=C\c3cccs3)/NC(=0)cdcccecd
CCCCCCNC(=0)Cclcsc(n1)NC(=0)CN(CC(C)C)C(=0)c2ccc(cczCiCl
EJC[)C@@H](C)C(=O)O[C@@H]lC[C@@H]Z[C@@]([C@@H]([C@@H]([C@@H]([C@@]23[C@@H](O[C@@H](C3=C1)OC(=O)C)OC(=O)C)O)O)C)(C)CCC
=C)C=C
CCCOclccc(cclOCC)[C@@H]2c3cce(cc30C(=C2C#N)N)OC(=0)COc4cc(cec(c4)C)C
CCCCOclccc(cclOCO)[C@@H]2¢c3c(n[nH]c3C(=0)N2CCCOC)c4cc(c(cc40)C)CI
Cclccc2ec(c(=0)[NH]c2c1C)CN(Cc3cee(cec3)OC)C(=S)NCCc4ccec(c(c4)0C)0C
CCOclccec(cel)n2¢(nnc2SCC(=0O)NNC(=C)c3ccec(c3)OC)c4dccc(ccd)Cl
CCOclccec(cel)n2¢(nnc2SCC(=0)N/N=C/c3ccce(c30)OCC)c4dccc(cc4)Cl
COC(=0)[C@@](clccc(ccl)N[C@@](C(=0)OC)(C(F)(F)F)NC(=0)c2ccc(cc2CCI)(C(F)(F)F)O
CC(C)(C)clece(cecl)OCCOc2¢(ce(cec2Br)/C=N/NC(=0)Cc3nnc(s3)N)OC
CCOclccce(cel)n2¢(nnc2SCC(=0O)NNC(=C)c3ccce(c(c3)OC)O)caccc(ccs)Cl
CCCOclccece(cl)C(=0O)NC(=S)Nc2cc3c(cc2C)nn(n3)cdccc(cc4C)[NH+](CC)CC
CC(C)clcee(c(c1)Br)OCC(=0)NNC(=S)NC(=0)c2cc(c(c(c2)0C)OC)0C
CCnlc(nnc1SCC(=0)Nc2ccee(c2)SC)[C@@H](CC(C)C)NC(=0)c3cec(cc3ClCl
CCnlc(nnc1SCC(=0)Nc2ccee(c2)C(=0)OC(C)C)CC(=0)Nc3cec(c(c3)ChCl
Cclc(nc(s1)NC(=0)CSc2nnc(n2CC=C)CC(=0)Nc3cccc(c3)OC)caccceccd
COclcc(cc(cl)OC)NC(=S)N[C@H]2CO[C@H]3[C@ @H]20C[C@H]30C(=0)Nc4ccc(ccd)Oc5ceceech
CCCCCOclccce(cclOCl)[C@@H]2¢c3c([nHInc3C(=0)N2CCCOC)c4cc(ccc4O)Cl
clcce(c(cl)C(F)(F)F)NC(=S)NNC(=0O)CSCC(=O)Nc2ccc(cc2)OC(F)(F)F
C[C@H](clccec2ceeceecc2c1l)NC(=0)CN(CCn3ceecn3)CC(=0)N[C@ @H](C)c4ccec5ccceched
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C[C@H](clccc2eceecc2cl)NC(=0)CN(CCn3ccen3)CC(=0)N[C@H](C)c4cccbeceeched
Cclccce(cclC)e2cesc3c2c(=0)[nH]c(n3)CN(Cc4cccod)C[C@H](COCc5cccec5)0
CCSCCOC(=0)C1=C(NC2=C([C@@H]1c3cc(c(c(c3)OC)O)[N+](=0)[O-])C(=0O)[C@H]([C@@H](C2)C)C(=0)0C)C
COC(=0)Cclc(c(=0)n([nH]1)c2ccecec2)[C@@H](c3cec(cc3Cl)Cl)cdc(nn(c40)c5eccec5)CC(=0)0C
CC[NH+](CC)CCCN1[C@@H](C(=C(C1=0)[0-])C(=0O)c2c(c([nH]c2C)C(=0)OC)C)c3ccc(cc3)Br
CCOclcce(ccl)NC(=0)CSc2nne(n2c3ccccc30C)CNC(=0)c4dcccecaF
CCSclnnc(s1)NC(=0)CSc2nnc(n2c3cccec(c3)C(F)(F)F)CNC(=0)c4cccec(c4)C
Cclcece(c(cl)n2¢(nnc2SCC(=0)Nc3cec(cc3)OC)CNC(=0)cdccec(ccd)S(=0)(=0)N(C)C)C
COclcce(ccl)NC(=0)CSc2nnc(n2c3cc(ccc30C)OC)CNC(=0)c4dccesd
Cclcce(ccl)[C@@H]2C(=C(NC(=C2C(=0)OCC=C)C)SCC(=0)Nc3cc(c(cc30C)CI)OC)C#N
Cclcce(cel)[C@H]2C(=C(NC(=C2C(=0)OCC=C)C)SCC(=0)Nc3cc(c(cc30C)CI)OC)C#N
clcc(cc(cl)F)C(=0)Nc2cec(cc2)OCCOCCOc3cec(cc3)NC(=0)c4ccec(cd)F
CCOclcee(ccl)NC(=0)CSc2nnc(n2c3cceec(c3)C)CNC(=0)cdccec(c4C)[N+](=0)[0-]
CCOclccece(cecl)C(=0)0c2ccc(cc2/C=N/NC(=0O)CNC(=0)c3ccc(cc3)OC)Br
Cl[C@@]12CC[C@H]([C@@]([C@@H]1CC[C@H]([C@H]2CC(=0)NCc3cccac(c3)OC04)0)(C)CO)OC(=0)Nc5ce(c(c(c5)0C)0C)0C
CCOclcece(ccl)N(CC(=0O)Nc2cec(cc2)NC(=0)C)S(=0)(=0)c3ccce(c(c3)0C)0C
Cclccce(ol)c2esc(n2)NC(=0)CCCCCCCCC(=0)Nc3nc(cs3)caccc(o4)C
CC(C)(C)clece(cecl)C(=0O)Nc2cece(cc2)C(=0)NNC(=S)NC(=0)CCC(=0)OCCcOC
Cclcee(c(cl)NC(=0)CCC(=0O)NNC(=S)NC(=0)CCCOc2ccc(cc2CICIl)C
CCCCCCOclcece(ccl)OCCOc2ccee(cc20C)/C=N/NC(=0)Cc3nnc(s3)N
CC(C)clcee(c(c1)Br)OCC(=0)NNC(=S)NC(=0)c2cce(cc2)OCCOoC
CC(C)clcee(ccl)OCC(=0O)NNC(=S)NC(=0)c2cc(ccc20CCOC)Br
COclccececcINCce2nne(n2c3cceccc3)SCCC(=0)Nc4cec(c(c4)OC)Cl
CCCNI1C(=C([C@@H](NC1=0)c2ccc(cc2)NC(=0)Nc3cc(cc(c3)OC)OC)C(=0)0CC(C)C)C
CCCNI1C(=C([C@H](NC1=0)c2ccc(cc2)NC(=0O)Nc3cc(cec(c3)OC)OC)C(=0)0CC(C)C)C
Cclccc(ol)CN([C@@H](c2c(cc(cc20)0)0)C(=0)NC(C)(C)CC(C)(C)C)C(=0)Ccceaccececces
CCclcce(ccl)NC(=0)Cn2c3cccec3c(=0)n(c2=0)CCCC(=0O)NCc4cccccd0C
CCCOclccee(ccl)C(=0)0c2cec3c(c2)OC(=C([C@H]3c4cce(c(c4)OC)OCC(C)C)CHN)N
CC(C)COclcce(cclOC)C@@H]2c3cec(cc30C(=C2C#N)N)OC(=0)c4ccc(ccd)OCC=C
C[C@H](CNC(=0)c1cce(ccl)C(=0)N(C(C)C)C(C)C)NC(=0)c2ccec(cc2)C(=0O)N(C(C)C)C(C)C
CCCCCCOclccee(cclOC)[C@H]2c3c(n[nH]c3C(=0)N2Cc4cccod)chec(cc(c50)C)C
CCCCCCOclccee(cclOC)[C@H]2c3c(n[nH]c3C(=0O)N2C[C@ @H]4CCC0O4)c5c(cc(cc50)C)C
CCCOclcee(cclOC)[C@H]2C(=C(Nc3n2nc(n3)SCCC)C)C(=0)NcdceccccaOC
CCOclcce(ccl)/N=C(/Nc2[nH]c(cc(=0)n2)CSc3nnnn3c4cccccd)\NC(=0)c5cceech
CCOclcc(cecclOCc2cccec2Cl)/C=N/NC(=0)Cc3nnc(s3)NC(=0)c4dccceccaC
CCCCOclcce(cclOCC)[C@@H]2C(=C(Nc3n2nc(n3)SCC)C)C(=0O)Ncdccec(c4C)C
CCCCScl1nc2ccce(cc2s1)NC(=0)CSc3nc([nHINn3)N/N=C(/CC)\c4ccccc4d
CCOclcee(cc1OCC)CC/C(=N\O[C@@](C(=0)OC)(C(F)(F)F)NC(=0O)c2cce(cc2)C)/N
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207

208

CCN(CC)clccec(ccl)n2ne3cec(c(cec3n2)NC(=S)NC(=0)c4ccec(c4)OCC(C)C)C
CCOclccce(ccl)NCe2nnc(n2c3ceccc3)SCC(=0)Ncdceec(c(cd)Cl)oC
CCOclcee(ccl)NC(=0)CSc2nnc(n2CC=C)CNC(=0)c3ccccc3Br
CN(C)S(=0)(=O)N(CC(=O)Ncilcce(ccl)S(=0)(=0)Nc2cee(cc20C)OC)c3ccecece3
Cclcee(cel)S(=0)(=0)N(CC(=0)Nc2ccee(cc2)S(=0)(=0)Nc3c(ceceec3C)C)edec(ccc40C)OC
\CC):/[C@H](C)C(=O)O[C@@H]1C[C@@H]Z[C@@]([C@@H]([C@@H]([C@@H]([C@@]23[C@@H](O[C@@H](C3=C1)OC(=O)C)OC(=O)C)O)O)C)(C)C/C=C(
Cc)/ic=C
CCOclcc(ccc1lOCCC(C)C)[C@H]2c3c([nHINc3C(=0)N2CCCOC)c4cc(cccaO)Cl
CCOclcc(ccclOoCC=C)[C@@H]2c3c([nH]nc3C(=0)N2CCCOC(C)C)c4cc(cccdO)Cl
CC(C)(C(=0O)O[C@H]1[C@H]([C@@H]([C@@H]([C@H](01)C(=0)OCC=C)0)0)0)0Oc2ccc(cc2)C(=0)c3ccc(cc3)Cl
Cclcnc(nclNc2cccec(c2)S(=0)(=0)NC(C)(C)C)Nc3cece(cc3)OCCN4CCCcc4
CC(C)OC[C@H](CN(Cclccececl)Cce2[nH]c(=0)c3c(csc3n2)c4cec(c(c4)0C)0C)O
CCN(CC)CCNC(=0)/C(=C\clcn(c2clccec2)S(=0)(=0)N(C)C)/NC(=0)c3cccecc3F
clcec(cecl)c2cec(cc2)OCC(=0)NNC(=S)NC(=0)c3cccecc30CC0Oc4cccecsd
CCOclce(cc(c10CC)OCC)C(=0)Nec2nnc(s2)SCC(=0)Nc3ccee(cc3C)C
clcc(c(ccl/C=N/Nc2c3c([nH]cn3)ncn2)OC([C@ @H](C(F)(F)F)F)(F)F)OC([C@ @H](C(F)(F)F)F)(F)F
CC[C@H](C(=O)Nclccee(cl)C(=0)C)Sc2nnc(n2CC)CC(=0)Nc3cece(c3)C(F)(F)F
COclc(cnc(n1)OC)c2cce3c(c2)[nH+]cc(c3Ncdcece(cc(cd)Oc5cc(ce(c5)F)F)C(=0)[0-])S(=0)(=0)NC6CC6
CCOclcc(ccclOC(=0)c2ceecc2)/C=N/NC(=0)c3ccc(cc3)NS(=0)(=0)c4cec(ccd)C
CCCOclcece(ccl)C(=0)Oc2ccec(cc2)/C=N/NC(=0)CNC(=0)c3ccc(c(c3)CI)Cl
CCN(CC)clcee(c(cl)O)/C=N/NC(=0)CSc2nnc(n2c3ccc(ce3)Cl)cdcec(ccd)OC
CCCOclcce(cel)C(=0)0c2cec(cc2/C=N/NC(=0)CNC(=0)c3ccccc3Cl)Br
CCCcCcCcCcCcCOclccec(cel)c2ee(n[nH]2)C(=0O)N/N=C/c3cc(c(c(c3)OC)OC(=0)C)0C
CCCCOclcce(ccl)C(=0)0c2cec(cc2)/C=N/NC(=0)C(=0O)Nc3c(c4c(s3)CCCC4)C#N
CCOclcec(ccl)NC(=0)c2cceccc2NC(=0)C(=0O)N/N=C/c3ccc(cc3)OC(=0)c4ccc(ccd)Br
clcecc(ccl)NC(=0)c2cceccc2NC(=0)CCCCC(=0)Nc3ceccec3C(=0)Ncdcccec4d
COclccce(ccl)CC(=0)Nc2cce(cc2)C(=0)N/N=C\c3ccce(c(c3)CScanchececc504)0C
CCC(C)(C)nlc(nnnl)[C@@H](c2cc3cce(cc3[nH]c2=0)C)[NH+](CCc4cccecd)Ccheeess
CCC(C)(C)nlc(nnnl)[C@H](c2cc3cc(cece3[nH]c2=0)C)[NH+](CCc4ccececd)Cehecesh
CCclccc2c(cl)ec(c(=0)[nH]2)[C@@H](c3nnnn3C(C)(C)C)[NH+](CCc4cccecd)Ccheeess
CCclccc2c(cl)ec(c(=0)[nH]2)[C@H](c3nnnn3C(C)(C)CC)[NH+](CCc4cccecd)Ccheecech
COclcce(ccl)OCC(=0)0O[C@H]2C[C@@H]3C[NH+]4CCc5c6cec(cc6[nH]c5[C@H]4C[C@@H]3[C@@H]([C@H]20C)C(=0)0C)0C
CCCCN(CCCC)S(=0)(=0)clcec(ccl)C(=0)Nc2c(c3c(s2)C(INH2+]C(C3)(C)C)(C)C)C#N
CCOclccce(ccl)N([C@H](c2cc[nH+]cec2)C(=0)NC(C)(C)C)C(=0)Cn3nc(nn3)c4ccc(ccd)C
CCclccc2c(cl)ec(c(=0)[nH]2)C[NH+](Cc3cccs3)[C@@H](CC)cannnn4Cc5ccec(cc5)0C
CCOclcce(cclCl/C(=C/2\[C@H](N(C(=0)C2=0)CCCn3cc[nH+]c3)c4cc(ccc4OC)OC)/O
CC[C@H](c1nnnn1CCc2ccccc2)[NH+](CCc3ccee(c3)C)Ceacc5ec(ce(c5[nH]c4=0)C)C
CC[C@@H](c1nnnn1C2CCCC2)[NH+](CCc3ccc(c(c3)OC)OC)Ccacchec(cec5[nH]c4=0)C




209 | Cclcc(ccc1OC)CNe2cec3ce(c(n(c3[nH+]c2)CCc4dccecnd)C(=0)OC)NC(=0)C5CCC5

210 | CC[NH+](CC)CCCN1[C@@H](C(=C(c2ccc(cc2)OCC)0O)C(=0)C1=0)c3ccec(c3)Ocdceccecd

211 | CC[NH+](CC)CCCN1[C@H](C(=C(c2ccc(cc2)OCC)0)C(=0)C1=0)c3ccce(c3)Ocdcceecd

212 | CCOclcce(cclCl/C(=C/2\[C@@H](N(C(=0)C2=0)CCC[NH+](C)C)c3cc(c(c(c3)OC)OC)OC)/O

213 | CCCCCOclccce(cel)[C@H]2/C(=C(\c3cccic(c3)OCCO04)/0)/C(=0)C(=0)N2CCCn5cc[nH+]c5

214 | COclcee(c(c10C)OC)/C=NI\NC(=0)CSc2[nH+]c3cccce3n2Cc4ccec(cc4)Cl

215 | clcee(cel)C(c2eeeec2)[NH+]3CCN(CC3)CCCn4cc(c5e4cec(ce5)C(=0)[O-])Cn6ec[nH+]c6

216 | CI[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4cce(c(c4)OC)OCCC(C)C)CCCINHA(C)C)O

517 | CCINH+](CC)CCN1[C@@H](C(=C(C1=0)0)C(=0)c2c(nc(s2)C)C)e3ee(c(c(c3)C(C)(C)C)O)C(C)(C)C

515 | CCCCINH+](C)CCN1[C@@H]([C@@]23C=C[C@@H](02)[C@ @H]([C@@H]3C1=0)C(=0)Nc4ccec(c4)OC)C(=0)NC5CCCCCH

219 Cclccc(ccl)CN2[C@@H]([C@@H](OC2=0)c3ccc(cc3)NC(=0)cdcceccc4OC)C(=O)NCC[NH+](C)C

520 CC[C@@H](C)[NH+](Cclc(nn(clOc2ccecec20C)c3cccecce3)C)C[C@@H](COCc4ccceeccd)O

551 CC(C)N(clcceecl)C(=0)Cn2c3cccec3[nH+]c2CCNC(=0)c4cc(c(c(c4)OC)0C)0C

592 CC[C@@H](clnnnn1Cc2ccc(cc2)OC)[NH+](Cc3cec(cec3)F)Ccadccshecc(cec5[nH]c4=0)0C

223 CC[C@@H](clnnnnl1Cc2ccc(cc2)OC)[NH+](Cc3cecdc(c3)OC04)Cehecbe(ce(cc6[nH]c5=0)C)C
Cclccc(c2clec(c(=0)[nH]2)CINH+](CCc3cce(c(c3)OC)OC)Ccdnnnn4Cchecc(cc5)F)C

224 CC[C@H](c1nnnnl1Cc2ccc(cc2)F)[NH+](Cc3cce(ce3)OC)Cedechec(cec5[nH]c4=0)0C

225 Cclcc(c2ce(c(=0)[nH]c2cl)[C@@H](c3nnnn3CCc4cccccd)N(Ceheec(ce5)OC)Cebeec[nH+]c6)C

226 COclccecccIN2CCINH+](CC2)Cc3ccc(cc3)C(=0)N/N=C/c4ccc(ccd)OCC(=0)Nc5ccec(ch)Cl

227 | cc(C)(C)clee(c(c(cl)/C=[NH+]/CC/[INH+]=C/c2cc(cc(c2[O-]) CN3CCOCC3)C(C)(C)C)O)CNACCOCC4

228 | c[C@@]\1(C[NH+]([C@ @H](C/C1=N/CCc2ccc(c(c2)OC)OC)c3ccecec3)CCeaccc(c(c4)OC)0C)0

229 | C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@ @H]3c4ccec(c4)OCCC(C)C)CCCn5cc[nH+]c5)0

230 | Cclec2c(cec10C)[nH]c3c2CCINH+]4[C@@H]3C[C@ @H]5[C@@H](C4)C[C@H]([C@ @H]([C@H]5C(=0)OC)OC)OC(=0)cbec(c(c(c6)OC)OC)OC

231 | CC[C@@H]([C@@H]1C(=NN(C1=0)c2nc3cccecc3s2)CScaccc(ccd)Cl[NH2+]CCchc[nH]cn5

232 | COclcee(cclOC)CCINH+](Cc2ccc(cc2)Cl)Ce3nc(cs3)C(=0)NCc4ccco4

233 | CCCCCCNC(=0)clcsc(n1)C[NH+](Cc2ccc3c(c2)OCO3)Cc4ccec(cc40C)OC

234 | CCCC(=0)0OCclcnc(c2clcc(/c(=[NH+]/c3ccce(cc3)C)/02)C(=0)Ncdccec(cc40C)OC)C

235 | COclcce(ccl)N/C(=[NH+]/CCc2ccc(c(c2)OC)OC)/S[C@@H]3CC(=0)N(C3=0)c4cccc(c4)Cl

236 | Cclccee(cel)C(=0)N/C(=C\c2cn(nc2c3ccc(ce3)Cl)cdcceccd)/C(=0)NCCCn5cc[nH+]c5

237 | CC(=0)0clccee(cl)/C=[NH+]/c2cc(ccc20)S(=0)(=0)c3cec(c(c3)/N=C/c4ccce(c4)OC(=0)C)O

238 | clcee(cel)C(=0)0c2cec(cc2)c3csc([n+]3CCe4ccc(ccd)S(=0)(=0O)N)Ne5eeee(c5)C(F) (F)F

239 | Cclecee(c1)COc2cec(cec2)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(cc4)N(C)C)CCCnbec[nH+]c5)0

220 | COclec2cc[nH+]c(c2cc10C)Ce3cce(c(cec3NC(=0)COc4ccesecece5¢4)0C)0C

241 CCOC(=0)C1=C(NC(=O)N[C@@H]1c2cccc(c2)F)CN(Cc3cec[nH+]c3)C(=0)Cc4ccc(ccs)Cl

542 C[NH+](C)CCNC(=0)clccec(cl)Nc2e(cnn(c2=0)c3ccc(cc3)OC)Oc4cce5e(c4)CCCh

543 CCclcc(nc([nH+]1)SCc2ccc(02)C(=0)NCc3ccco3)N4CCN(CC4)c5cec(cec5)0C

a4 COCclcc(ne(nl)SCc2ccc(cc2)C(=0)NCc3cc[nH+]cc3)NACCN(CC4)c5ccecchF

245 COclcc2cc[nH+]c(c2cc1OC)Ce3cc(c(cc3NC(=0)CScanc5ccccc5s4)0C)0C
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279

280

281

282

COclcc2cc[nH+]c(c2cc1OC)Cce3cc(c(cc3NC(=0)CScannc(o4)c5ceecs5)0C)0C
CCN(CC)S(=0)(=0)clcccc(cl)c2nne(02)SCC(=0)Nc3cc(c(cc30C)Cl)C
CCclcce(ccl)N([C@H](c2cc(c(c(c2)OC)OC)OC)C(=0)NC3CCCCC3)C(=0)c4cncend
CCOclcee(ccl)NC(=0)CN2C(=0)/C(=C\c3cc(c(c(c3)Cl)OCc4ccecccdC#HN)OC)/SC2=0
[HI/N=C\1/C(=C/c2cc(c(c(c2)Cl)OCCOc3cce(cc3)C)OC)/C(=0)N=C4AN1IN=C(S4)COc5cccees
CC(C)[C@@H](C(=0O)Nclcee(ccl)N(C)C)N(Ce2ne(cs2)c3ccecec3)C(=0)CN4c5cecee5C(=0)C4=0
CN(C)clcce(ccl)NC(=0O)[C@@H](c2cces2)N(Ce3ccec(cec3)OC)C(=0)Cndchccecc5nn4
Cclcc(ne(n1)SCC(=0O)N(Cc2ccecc2Cl[C@H](c3cce(cec3)OC)C(=0)Ncacec(ccd)OC)C
CCOclcee(cc1OCC)CCNC(=0)Cn2cnc3c(c2=0)c(c(s3)C)cacce(ccd)Cl
CCclccecccINC(=0)CSC2=NC(=C([C@@H](C2C#N)c3ccccc3Cl)C(=0)OCCOC)C
CCN(CC)clcce(ccl)NC(=0)CSc2nnc(n2Cc3ccco3)COc4ccc(ccd)Cl
Cclccc(ol)c2nnn(n2)CC(=0)N(c3cce(ce3)ChH[C@@H](c4ccecs4)C(=0O)NCCC(C)C
CCC(C)(C)NC(=0O)[C@H](c1cce(ccl)OC)N(c2cee(cec2)C(=0)C)C(=0)Cn3c4cceccc4nnd
CCOCCOC(=0)C1=C(NC2=C([C@H]1c3cc(c(cc30C)OC)OC)C(=0)C[C@@H](C2)c4cccs4)C
CCCCN(CC)S(=0)(=0)clccce(ccl)C(=0O)Nc2ce(nn2c3nc4dccc(ccds3)OC)C
CCCCCNC(=0)clcsc(n1)CN(CCc2ccc(c(c2)OC)OC)Ce3ccec4c(c3)0C04
CC[NH+](CC)CCN(c1nc2cceec2s1)C(=0)c3cccecc3[N-]S(=0)(=0)cdccc(ccl)F
CCCOclccec(cl)[C@@H]2c3c(n[nH]c3C(=0)N2CCc4cce(c(c4)OC)OC)c5eec(ce5)0C
CCCCScl1ne2n(n)[C@H](C(=C(N2)C)C(=0)OC(C)C)c3cc(c(c(c3)Br)OC)OC
CCCCOC(=0)C1=C(Nc2nc(nn2[C@H]1c3cc(c(c(c3)Br)OC)OCC)SCC)C
CCOclcce(cecl)[C@H](C(=O)NC2CCCC2)N(c3ccecac3CCCC4)C(=0)Cn5nc(nn5)cbeecst
Cclccc(ccl)c2nnn(n2)CC(=0)N(CCc3ccecec3C)[C@@H](c4cecnccd)C(=0O)NC5CCCCh
COclccceclc2ec(ne(n2)S(=0)(=0)CCCC(=0)Nc3ccc(c(c3)Clhndccccd)C(F)(F)F
CC[C@@H](c1lnnnn1CCc2ccccc2)N(Cc3cecdc(c3)OC0O4)Cehecbecc(cec6[nH]c5=0)C
CC[C@@H](clnnnn1Cc2ccc(cc2)OC)N(Cc3cces3)Ceacchec(c(cc5[nH]c4=0)C)C
CC[C@@H](c1lnnnn1CCc2ccccc2)N(Cc3cecs3)Ceacchecte(ccsnH]c4=0)0OCO6
CCOclccec(cel)n2¢(nnc2SCC(=0)N/N=C/c3cc(ccc30C)Br)cdcccecd
CCOclcece(cclOC)[C@@H]2C(=C(Nc3n2nc(n3)SCc4ccccc4Cl)C)C(=0)OC(C)C
CN(C)clccce(eel)ec2nne(n2CC=C)SCC(=0)Nc3c(c4c(s3)CCCCCh)C(=0)0C
Cclcece(c(c1)OCc2nnc(n2C)SCC(=0)Nc3c(cdc(s3)CCCCh)C(=0)0Cc(C)C)C
COclcceeclOCe2nne(n2CC=C)SCC(=0O)Nc3cce(ce3)l

CC1=C([C@H](C2=C(N1)C[C@ @H](CC2=0)c3ccc(cc3)OC)cicc(c(c(c4)OC)OC)OC)C(=0)OCCcOoC
[HI/N=C\1/C(=C/c2cc(c(c(c2)Cl)OCCOc3ccc(cc3)C)OCC)/C(=0)N=C4N1IN=C(S4)CCC
[HI/N=C\1/C(=C/c2cc(c(c(c2)Cl)OCCOc3ccc(cc3)C)OC)/C(=0)N=C4ANIN=C(S4)CCCC
C[C@H](CCC(=0)0)[C@@H]1CC[C@@H]2[C@@]1([C@H](C[C@H]B[C@H]2[C@@H](C[C@@H]4[C@@]3(CC[C@H](C4)OC(=0)C)C)OC(=0)C)OC(=0)C)
C
C[C@@H](CCC(=0)O[C@H]1C[C@H]2[C@@H]3CC=C4C[C@@H](CC[C@@]4([C@H]3CC[C@@]2([C@H]INC(=0)C)C)C)OC(=0O)C)COC(=0)C
CC[C@@H](C)[C@@H](C(=0)Oc1ccc2c(cc(=0)oc2cl)c3ccc(cc3)OC)NS(=0)(=0)c4ccec(ccl)C
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312
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314

315

316

317

318

319

Cclcee(cecl)S(=0)(=0)Nc2cee3c(c2)c(c(n3S(=0)(=0)c4cec(ccd)C)C)C(=0)0CCOoC
CCl=C([C@@H](C2=C(N1)C[C@H](CC2=0)c3cccs3)c4ccc(c(c4)OC)OC)C(=0)OCCOc5ccecch
Cclcce(ccl)OCce2nnc(n2c3cec(cc3)OC)SCC(=0)Nc4dcec(c(cc4OC)CIC
CC[C@@H](C)clcece(cecl)OCCOc2¢(ce(cc2Cl)/C=C\3/C(=0O)NC(=0)N(C3=0)c4ccc(cc4)C)OC
CCOclcc(ccc1OCCOc2cececec20C)/C=C\3/C(=0)NC(=0)N(C3=0)c4ccc(ccd)Br
[HI/N=C\1/C(=C/c2cn(c3c2cccc3)CCOc4ccceccdCC=C)/C(=O)N=C5N1IN=C(S5)COc6ccceec6C
[HI/N=C\1/C(=C/c2cn(c3c2cccc3)CCCOc4ccec(c4)OC)/C(=0)N=C5N1IN=C(S5)COc6cceec6C
CC(C)cleee(c(cl)S(=0)(=O)NCCN2CCN(CC2)S(=0)(=0)c3cc(ccec30C)C(C)C)OC
CclccceclCSc2nne(n2c3ccec(ce3)[N+](=0)[O-D[C@H](C)NC(=0)COc4ccc(cca)Cl
Cclccee(cl)C(=0)N(Cc2ccco2)Cc3cc(ccc3N(C)C)NS(=0)(=0)c4ccc(ccd)OC
CCCOclccee(ceclC)C(=0)C2=C(C(=O)N([C@H]2c3cccce(c3)Oc4ccceccd)Cehbeeench)O
CCCOclccceclCN(Cc2ceco2)c3cne(nc3C(=0)Ncdccec(ccd)C)S(=0)(=0)C
CC(=C)Cnl1c(nnclSCC(=0O)N/N=C/c2ccc(c(c2)OC)OC)c3cce(cc3)Br
COclcc(cc(c1OC)OC)/C=N/NC(=0)CSc2nnc(n2c3ccccc3)cdccec(ccd)Br
COclccce(ccl)Nez2ne(nc(n2)N/N=C/c3cc(c(c(c3))OCC#C)OC)NCc4cccod
Cclccce(ccl[N+](=0)[O-])S(=0)(=O)N(CC(=O)NCCSCc2ccc(cc2Cl)Cl)c3cec(cec3)OC
Cclcece(cc1C)OCce2nne(n2c3cccec3)SCC(=0)Ncdcec5e(cd)sc(n5)SCC(=0)Ncbeecech
CC(=0O)0[C@H]([C@@H]([C@@H](C(=0O)Nclcccec2elecec2)OC(=0)C)OC(=0)C)[C@@H](C(=0O)Nc3ccccdc3cececd)OC(=0)C
Cclce(c(sc1C(=0)OC(C)C)NC(=0O)CCCC(=0O)Nc2c(c(c(s2)C(=0)OC(C)C)C)C(=0)OC(C)C)C(=0)0Cc(C)C
CCCOclc(cececclOC)[C@H]2C(=C(N=c3n2c(=0)/c(=C\c4ccc(c(c4)Br)OCC(=0O)N)/s3)C)C(=0)OCC
COclcc(nc(n1)OC)NS(=0)(=0)c2ccc(cc2)NC(=S)NC(=C(C(F)(F)F)C(F)(F)F)C(C(F)(F)F)(F)F
CCclcc(ce(c1)OCCOc2c(cc(cc2Cl/C=N/Nc3cc(nc(n3)NACCCC4)N5CCCCH)0C)C
CCCCCCOclcce(ccl)OCCOc2c(ce(cec2Br)/C=N/NC(=0)c3ccncc3)OCC
CCCCCCOclcce(ccl)OCCOc2ce(ce(cc2l)/C=N/NC(=0)c3ccnec3)0C
CCOC(=0O)NCc1lccce(ccl)S(=0)(=0)Nc2cc(c(cc2Cc3c4cc(c(ccdccn3)OC)OC)0C)0C
clcee(ccl)COP(=0)(OCc2cceccc2)OC[C@@H]3[C@H]([C@H]([C@@H](O3)COP(=0)(OCc4ccecccd)OCchcecec5)0)0
CC(=ON[C@@H]1[C@H]([C@@H]([C@H](O][C@H]1Sc2nc3cceccec3n2CCCOc4ccechececc5¢4)COC(=0)C)OC(=0)C)OC(=0)C
CC[NH+](CC)clcce(ccl)NC(=0)CSc2c(c(sn2)SCC(=0)Nc3ccc(cc3)N(CC)CC)CHN
CCCOclccec(ccl)NC(=0O)CI[C@H]2C(=0O)N(C(=S)N2CCCn3c(c(c(n3)C)[N+](=0O)[O-])C)caccc(cca)Cl
[HI/N=C\1/C(=C/c2ccc(c(c2)OCC)OCCOc3cce(cc3)Br)/C(=0)N=C4AN1N=C(S4)CCCCCCC
[HI/N=C\1/C(=C/c2cc(c(c(c2)Br)OCCOc3ccc(cc3)C(C)(C)C)OC)/C(=0)N=C4AN1IN=C(S4)CCCCCCC
CCOclcc(ccc1OCCSc2eccc3c2cececel3)/C=N/Ncdcc(nc(nd)NSCCOCC5)N6CCOCC6
COclccec(clOC)[C@@H]2CC(=NN2C(=0)CSc3nnc(n3c4cccc(c4)C(F)(F)F)CNC(=0)c5ccco5)cbeccsb
CCOclcce(ccl)n2c(nnc2SCC(=0)N3[C@@H](CC(=N3)c4cccsd)c5cecec(c50C)OC)CNC(=0)cbeecob
CCN(Cclcceeel)S(=0)(=0)c2ccec(cc2)C(=0)Ne3nnc(o3)cdcec(c(c(c4)OCC)OCC)OCC
CCC/C(=N\OC(C(F)(F)F)(C(F)(F)F)NC(=0)Nc1cccc(c1)[C@](C(=0)OCC)(C(F)(F)F)O)/CI
CCCOclccee(cclOCC)[C@@H]2C(=C(C(=0O)N2c3nnc(s3)SCcacccccdF)O)C(=0)c5cecbe(c5)0CCO6
CC[NH+](CC)CCCN1[C@@H](C(=C(C1=0)[0O-])C(=0)c2ccc3c(c2)OCCO3I)c4accc(c(c4)OCC)OCCC(C)C
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CCOclce(ccclOCC=C)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCc4ccceccdF)0O)C(=0)c5cecbe(c5)C[C@@H](06)C
CCOclcc(cecclOCCC(C)C)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCc4ccceccdF)0)C(=0)c5eccbe(c5)C[C@H](06)C
CCOclce(cc(c1OCC)OCC)C(=0)NCe2nne(n2c3cc(ccc30C)OC)SCC(=0)N4CCchc4cecech
clccc(ccl)e2ne(c(02)COC(=0)[C@ @H](c3ccccec3)NC(=0)cdccecccd)COC(=0)[C@@H](c5ccececc5)NC(=0)cbeececch
CCOclcce(cc10CC)Cn2c3c(nc2SCC(=0)Ncdcec(ccd)OC(F)(F)F)n(c(=0)n(c3=0)C)C
CC(C)(C)clc2c(n(nl)c3ccee(cec3)OC)N(C(=0)CS[C@H]2c4cec(c(c4)OC)OC)CC(=0)NCCCcOoC
Cclccce(c(c1)C)n2¢(cc(n2)C(C)(C)C)NC(=0)CN(CCCOC)C(=0)Nc3c(cceec3C(C)C)Cc(C)C
COclcce(cc1OC)CCN(Cce2cces2)C(=0)CN(C[C@@H]3CCCO3I)C(=0O)Nc4c(ccecaClCl
CCOCCCN(CC(=0O)N(CCclcce(c(c1)OC)OC)Ce2ceec(s2)C)C(=0)Nce3ccece(c(c3)C)C
CCOclcce(ccl)NC(=O)N(CCOC)CC(=0O)N(CCc2ccc(c(c2)OC)OC)Cce3ccce(s3)C
CCOclccec(cclF)c2c(cn(n2)c3ceccecc3)C4C(=C(NC(=C4C(=0)OCCOC)C)C)C(=0)oCccocC
CCN(CC)clcce(ccl)/C=N/NC(=0)CSc2nnc(n2CC=C)CNc3ccc(ccl)l
CC1=C(C(C(=C(N1)C)C(=0O)OCC(C)C)c2cn(nc2c3ccece(c(c3)F)OC)cdcceccd)C(=0)0CC(C)C
CCCCOclcce(ccl)C(=0)C2=C(C(=O)N([C@H]2c3ccc(c(c3)OC)OCC=C)cinnc(s4)SCcheceeecsCIO
COclcce(cclOC)C(=0)C2=C(C(=0O)N([C@H]2c3ccc(cc3)OCC=C)cannc(s4)SCc5cececbes5eecc6)O
CCCOclccee(cel)C(=0)0c2cec(cc2/C=N/NC(=0)CNC(=0)c3ccc(cc3)OC)Br
Cclccce(ccl)n2¢(nnec2SCC(=0)Nc3cceec3)Cednnc(n4c5cec(ce5)C)SCC(=0)Nc6ececch
Cclcece(c(cl)C)n2¢(nnc2SCC(=0)Nc3cccec3)Cednnc(ndcSeec(cc5C)C)SCC(=0)Ncbeccech
CCCCCCOclccee(cclOC)[C@@H]2C(=C(C(=0)N2¢c3nc(c(s3)C(=0)OC)C)0)C(=0)c4ccc(c(cd)F)C
CCCOclcee(ccl)C(=0)Oc2cec(cc20CC)/C=N/NC(=0)COc3cccacceccdc3Br
CC1=C(C(C(=C(N1)C)C(=0O)OCcCc0C)c2cn(nc2c3cecacceccdcld)csececec5)C(=0)OCCOC
clccc2c(cl)/C(=C/3\C(=0O)N(C(=S)S3)CCCCCCCCCCC(=0)0)/C(=0)N2CC(=0O)Ncaccce(cd)C(F)(F)F
CCCCOclcce(ccl)C(=0)0c2cec(cc20C)/C=N/NC(=0)CNC(=0)c3cc(c(c(c3)OC)0C)0C
CCOclcece(ccl)NC(=0)c2cceccc2NC(=0)C(=0)N/N=C/c3cc(ccc30C(=0)/C=C/c4cccccd)Br
CC1=C(C(C(=C(N1)C)C(=0)OCC=C)c2cn(nc2c3cee(cec3)S(=0)(=0)N(C)C)cdcceccd)C(=0)0CC=C
C=CC(=0)OC[C@@H](COclccc(ccl)C2(c3cceccc3-cac2ecccd)cs5ecc(ce5)OC[C@@H](COC(=0)C=C)0)0
COclccc(ccl)NC(=0)CSC2=Nc3cccecc3C4=N[C@ @H](C(=0)N42)CCC(=0O)NCc5cccshb
CCOclcc(ccclOC(=0)c2cec(cc2)Cl)/C=N/NC(=0)CNC(=0)c3cccec3Cl
CCOclccee(ccl)C(=0)NCC(=0O)N/N=C/c2ccc(cc2)OC(=0)c3cec(cc3Cl)Cl
Cclcece(ccl)C(=0)N/C(=C/c2cn(nc2c3cec(ce3)Cl)cdcceecd)/C(=0O)NCCCnbcench
CCOC(=0)CC[C@H](C(=0)OCC)NC(=0)clccc(ccl)Nc2enc3cec(cee3n2)C(F)(F)F
CCN(CC)S(=0)(=0)clcc(ccciC)c2c3cecce3c(nn2)Nedecc(ccd)OCC(=0)NC
CCCN(CCC)S(=0)(=0)clccc(ccl)C(=0)NNC(=0)c2c(onc2c3cececc3Cl)C
CCOclcce(ccl)S(=0)(=0)Nc2cee(c3c2cecc3)NS(=0)(=0)cdccc(ccd)OCC
CCOclcceecIN(CC(=0)Nc2ceec(cc2)NC(=0)C)S(=0)(=0)c3ccc(cec3)SC
Cclccee(cl)n2¢c(nnc2SCC(=0)Nc3cec(cc3)OC)CNC(=0)c4dcceec(c4)0C
CCOclcce(ccl)NC(=0)CSc2nnc(n2c3ccecec(c3)C)CNC(=0)c4ccec(c(cd)C)C
CCclnnc(nINC(=S)NC(=0)c2ccc(c(c2)[N+](=0)[O-])N3CCCC3)SCc4cccecs




357 | CCOclccce(ccl)n2¢c(nnc2SCC(=0)Nc3cc(ccc3C)C)CNC(=0)c4ccec(c4)C

358 | CCOclcc(cc(clOCC)OCC)C(=0)Nec2nnc(s2)SCC(=0)Nc3ccccc3F

359 | Cclccec(cl)NC(=0)CSc2nnc(n2c3ccec(c3C)C)CNC(=0)Cc4lccec(ccd)OC

360 | CCclccc2ce(cl)cc(c(=0)[nH]2)CN(CCc3cce(c(c3)OC)OC)C(=0)Nc4dccec(ccd)0C

361 | CCN(CC)S(=0)(=0)clcc(ccclC)NC(=0)[C@@H](C)Sc2nnc(s2)Nc3cecccc3F

362 | CCOC(=0O)Nclccc2e(cec(=0)oc2cl)COC(=0)[C@H](CCSC)NC(=0)c3ccec(c3)C

363 | CCCCOC(=0)C[C@@H]1C(=0)NCCN1C(=S)NC(=0)c2cc(ccc20CCC)Br

364 | CCCCCOC(=0)C[C@H]1C(=0)NCCN1C(=S)NC(=0)c2cc(ccc20CC)Br

365 | Cclee(cecl/C(=N/NC(=0)c2cc(ccc20)Cl)/N=N/c3ccccc3)N(CCCHN)CCCHN

366 CCOclcce(ccl)NC(=0)C[C@H]2C(=0O)N(C(=S)N2CCNC(=0)C)c3ccc(c(c3)ChocC

367 CC(C)(C)clnnc(n1CC=C)SCC(=0)Nc2ccc(cc2)S(=0)(=0)Nc3ccec(c3)Cl

368 CclccececlC(=0)Nc2cee(c(c2)C(=O)NCCCOC)N3CCN(CC3)c4ceccecd0C

289 | CCCCCCNL[C@@H](C@@]23C=C[C@@H](02)[C@@H]([C@ @H]3C1=0)C(=0)Nc4ccee(c4)OC)C(=0)N[C@ @HISCCCCIC@@H]SC

370 C/C(=N/NC(=0)CSclnnc(n1CC=C)CNc2ccc(cc2)Cl)/c3cec(cc30C)0C

371 CCCCCOclc(cc(ceclClhC(=0O)Nc2cee(cec2)S(=0)(=0)Ne3ncec(n3)C)Cl
clcc(nccl)N/N=C/c2ccc(cc2)O[C@H]30CCO[C@H]30c4ccc(cc4)/C=N/Ncbnccech

372 CC[C@H](C(=O)Nclcce(cel)S(=0)(=0O)NCc2ccco2)Sc3cc(nc(n3)C)cdeccecd
373 CCCCCOclccce(cc1OC)[C@H]2¢c3c(n[nH]c3C(=0)N2Cc4ccencd)c5c(ce(cc50)C)C

374 | celec(nc(n1)C)NS(=0)(=0)c2ece(cc2)NC(=0)COc3cce(cc3)C(C)(C)CC(C)(C)C

375 | ccOclececcINC(=0)C2=C(Nc3nc(nn3[C@ @H]2c4cce(c(c4)OC)OC(C)C)SCC)C

376 | cCl[C@@H](C(=0)Nclceee(c1)C)SC2=Nc3ccccc3C4=N[C@ @H](C(=0)N42)CCC(=0)NCc5cecs5
377 | Ccle(c(ne(c1C#N)SCec2nnc(n2N)CSc3c(c(c(c(n3)C)CC=C)C)C#N)C)CC=C

378 | CclceceeclC(=0)NCCc2nnc(n2C)SCC(=0)Nc3cec(ce3)/N=N/c4ccececd

379 | C[C@@H](C(=0O)N/N=C/clcc(ccc1OC)OC)Sc2nnc(n2CC=C)CNc3ccc(cc3)Cl

380 | CCOclcece(ccl)NCce2nne(n2c3ccccc3)SCCC(=0)Nc4cec(ccd)OCC

381 | clce(nccl)N/N=C\c2ccc(cc2)O[C@H]30CCO[C@H]30c4ccc(ccd)/C=N\Nc5ncceeh

382 | Cclcc(cccINC(=0)CSc2nnc(n2CC=C)[C@ @H](C)NC(=0)c3ccc(cc3CICH[N+](=0)[O-]

383 | CC(=0O)Nclcce(ccl)S(=0)(=0O)N(CC(=O)N/N=C/c2ccccc2C(F)(F)F)c3cce(ce3)0C

384 | CC(C)clcec(ccl)NC(=0)Cn2c3cccec3c(=0)n(c2=0)CCCCC(=0)Ncdcccecs

385 | CCOclcccecclCNC(=0)CN(C)ec2nn3c(c(nc3s2)cdccec(c4)F)NC(C)(C)C

386 | COclc(ncen1)NS(=0)(=0)c2cec(cc2)NC(=0)CCCOc3cce(ce3Cl)Cl

387 | CS(=0)(=0)CC(=0)NCCnlccc2clc(nen2)Ne3cecce(c(c3)Cl)Ocdccec(c4)C(F)(F)F

388 | CCNclnc(nc(n1)N(C(=0)COc2cce(cc2Cl)Cl)S(=0)(=0)c3cec(cc3)C)NCC

389 CC(=0O)Nclcee(ccl)S(=0)(=0)Oc2cccecc2CN(Ce3ccco3)C(=0)NcadccececdOC

390 clcc(cccINC(=0)CSc2nnc(s2)SCC(=0)Nc3ccc(cc3)SCH#N)SCHN

291 Cclccece(c(cl)c2c3c([nHIn2)C(=0O)N([C@ @H]3c4cc(c(c(c4)OC)OC)OC)CCcheec(c(c5)0C)0C)0

300 CCOclcc(cecclOC(=0)c2cec(cc2)OC)/C=N/NC(=0)C(=0O)Nc3c(c4c(s3)CCCC4A)C#N

393 CCOCCOclnc(n(nl)c2ccec(c2)NC(=0)Nc3cec(cc3F)F)cdccec(ccd)OC
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430

CC[C@H]1CN(CC[C@H]1CC(=O)N(CC)C(=O)NCCC[NH+](C)C)C(=O)Nc2ccce(c2)C(F)(F)F
CCC[NH+]1CCc2c(sc(c2C(=0O)NC)NC(=0)c3ccc(cc3)S(=0)(=O)N(CCC)cce)cl
CCclccc2ce(cl)ec(c(=0)[nH]2)C[NH+](Cc3ccececc30C)CednnnndCceheec(cc5)0C
CCclccc2ce(cl)ee(c(=0)[nH]2)C[NH+](Cc3ccececc30C)CeannnndCchecc(cch)F
CCclccc2ce(cl)ec(c(=0)[nH]2)C[NH+](Cc3cec(cc3)C)CecdnnnndCc5ccc(ce5)0C
CCclccc2c(cl)ec(c(=0)[nH]2)C[NH+](Cc3cccdc(c3)OCO4)[C@H](CC)c5nnnn5C(C)(C)CC
CCclccc2ce(cl)ec(c(=0)[nH]2)C[NH+](Cc3cceecc30C)[C@@H](CC)c4nnnn4C5CCCCC5
CC[C@@H](c1nnnnlCc2ccccc2)[NH+](Cc3cce(cc3)OC)Celcec5ecc(ce5[nH]c4=0)C
CC[C@H](c1nnnn1C(C)(C)CC)[NH+](Cc2ccc(cc2)F)Ce3ccdcc(c(ccd[nH]ec3=0)OC)OC
CclccececlCOc2ccec(cc2)/C(=CI3\[C@H](N(C(=0)C3=0)CCC[NH+](C)C)c4ccce(cd)OC)/O
CC[NH+](CC)CCNC(=0)clcec(ccl)NC(=S)NC(=0)c2cc(ccc20C)Br
CCCCCOclcce(cclOC)[C@@H]2C(=C(c3cccdc(c3)OCC04)0)C(=0)C(=0)N2CC[NH+](C)C
CCOclcc(cecclOCC=C)[C@H]2/C(=C(/c3cccdc(c3)C[C@H](04)C)\0)/C(=0)C(=0)N2CCC[NH+](C)C
COclcc(ce(clOC[C@@H](c2ccc3c(c2)OC03)0)Br)C[NH2+]C[C@H](c4cccecd)O
CCCOclccee(cl)C(=0)C2=C(C(=O)N([C@@H]2c3ccce(c3)Oc4ccceccd)Cehec[nH+]ceh)O
CCOclccee(cl)C(=0)C2=C(C(=0O)N([C@ @H]2c3cccce(c3)Oc4dccececcd)CCCnbec[nH+]c5)0
COclccec2cloc(c2)C(=0)C3=C(C(=O)N([C@H]3c4ccc(ccd)OCC=C)CCCn5cc[nH+]c5)0
C[NH+](C)CCCNC(=0)/C(=C\clccc(ol)c2ccec(c2)C(F)(F)F)/NC(=0)c3cec(cc3)0C
CCCOclccc(ccl)[C@@H]2C(=C(C(=0O)N2CCC[NH+](C)C)O)C(=0)c3c(nc(s3)cdcccecd)C
Cclc(sc(nl)c2ceecc2)C(=0)C3=C(C(=O)N([C@ @H]3c4ccc(c(c4)OC)OC)CCCINH+](C)C)O
CC[NH+](CC)CCN1[C@@H](C(=C(C1=0)0)C(=0)c2cc3ccce(c302)0C)cdcec(cc40C)0C
CC[NH+](CC)CCCN1[C@@H](C(=C(C1=0)0)C(=0)c2c(n3ccce(c3n2)C)C)cacec(ccd)C(C)(C)C
CCCCCCOclccce(ccl)[C@H]2C(=C(C(=0O)N2CCCn3cc[nH+]c3)0)C(=0)c4c(nc(s4)C)C
CCNC(=S)N(CC[NH+](C)C)Cclcnc(nlCc2ccccc2)S(=0)(=0)Cc3ceccc3C
Cclc([nH+]c(ncIN(C)CCc2ccc(c(c2)OC)OC)SCce3cec(cec3)C(=0)NCC(C)C)C
CC(C)[NH+](Ccl[nH]c(=0)c2c(csc2nl)c3ccecc30C)C[C@H](COc4ccc(ccd)ChOo
CCclc(c(n(nl)c2ccecc2)Oc3cceccc3)CINH+](C[C@@H]4CCCO4)C[C@@H](COC(C)(C)C)O
CCclc(c(n(nl)c2cce(cc2)F)Oc3ceecc3)C[NH+](Cedeccod)C[C@@H](COC(C)(C)C)O
CC(C)(C)OoC[C@@H](C[NH+](Cclc(nn(clOc2ccec(c2)F)C)ec3cccece3)C[C@@H]4CCC04)0
CCOclccc(cecl)e2ne(c(02)NCCC[NH+](C)C)S(=0)(=0)c3ccc(cc3)Br
Cclcec(c(cl)C)OCCCCn2c3ccecc3[nH+]c2[C@H](C)NC(=0)Cc4ccce(c(c4)OC)0C
Cl[C@@H](c1[nH+]c2cceecc2n1CCCCOc3ccccc30C)NC(=0)Ceéceec(c(c4)0C)0C
COclcc(cec(c10C)OC)C(=0O)NCCCc2[nH+]c3ccceec3n2Cc4ccechecceche4
CC(C)(C)clcee(cecl)OCCCCn2ce3cccece3[nH+]c2CNC(=0)c4cec(c(cd)OC)0C
CCCOclccc(ccl)[C@@H](CNC(=0)c2ccc(02)S(=0)(=0)c3ccc(cc3)Cl)[NH+](CC)CC
CCCCCOclccc(cel)[C@H]2¢c3c(n[nH]c3C(=0O)N2CC[NH+]4CCOCC4)c5ccc(cch)Cl
CCCCOclcce(cclOCC)[C@H]2c3c(n[nH]c3C(=0O)N2Cc4cc[nH+]cc4)c5ccc(cc5)0C
Cclccc2cec(c(=0)[nH]c2c1C)C[NH+](CCc3ccc(c(c3)OC)OC)Ccdnnnnd4Cchcccech
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467

CC[NH+](CC)CCC[C@@H](C)NC(=0)clcc(nc2cle(nn2[C@@H]3CCS(=0)(=0)C3)C)c4ccc(ccd)C
CC[NH+](CC)CCC[C@@H](C)NC(=0)clcc(nc2cle(nn2[C@H]3CCS(=0)(=0)C3)C)cdccc(ccd)C
COclcc2cc[nH+]c(c2cc10C)Cce3cc(c(cc3NS(=0)(=0)c4ccec(cc4)N5SCCCC5=0)0C)0C
CCCOclcce(cclOC)[C@H]2CN3C(=0O)CN(C(=0)[C@ @]3([C@H]4C2=c5cccecc5=[NH+]4)C)CCCCCO
COclcceccl[C@@H](CNC(=0)c2ccce(cc2)S(=0)(=0)Nc3ccccc30C)[NH+]4CCCC4
Cclcnc(nclNc2ccee(c2)S(=0)(=0)NC(C)(C)C)Nc3cec(cc3)OCC[NH+][4CCCC4
CCOclcc(ccclOCc2cceec2C#N)/C=N\Nc3[nH+]c(nc(n3)N4ACCCC4)N5CCCC5
Cclccce(cciNce2nceec(n2)c3ceenc3)NC(=0)/C=C/cdccc(cc4)OCCCINH+](C)C
Cclcceee(cl)CS(=0)(=0)c2ncc(n2C3CCCCC3)CN(CCINH+](C)C)C(=0O)NC(C)(C)C
CCOclccece(cl)c2cec3[nH+]c(c(n3c2)CCC(=0)NCCc4ccecnd)cs5ece(ce5)0C
clcc[nH+]c(c1)N/N=C\c2ccc(cc2)O[C@@H]3[C@@H](OCCO3)Oc4ccc(ccd)/C=N/Nc5ceecen5
CCOclccec(cecl)n2¢(nnc2SCC(=0)Nc3ccecdc3ccecd)COc5hecceech
C[C@@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)CCOC)c4cce(c(cd)OC)OCCC(C)C)O
[H)/N=C\1/C(=C/c2cn(c3c2cccc3)CCOc4ccec(cd)C)/C(=0)N=C5NIN=C(S5)CCCCCCC
[H)/N=C/1\C(=C\c2ccc(c(c2)OC)OCCCOc3cce(cc3)CC\C(=0O)N=C4N1C(=CS4)c5ccc(cch)F
CCOclcccecl[C@H]I2[C@@H]3CCCCIC@@]3(CCN2C(=0)c4ce(c(c(c4)OCC)OCC)OCC)O
CCCCN(CCCC)S(=0)(=0)clcec(ccl)NS(=0)(=0)c2cce(cc2) OC(F)(F)F
CCCCCOC(=0)c1c2c(nc3ccece3n2)n(cINC(=0)c4dccc(04)Br)CC=C
Cclccce(cel)[C@H](C(=O)NCCC(C)C)N(c2cee(cc2)C(=0)C)C(=0)Cn3c4ccececdnn3
CC1=C([C@H](C2=C(N1)CC(CC2=0)(C)C)c3cc(c(c(c3)OC)OC)OC)C(=0)OCCOc4ccccca
CCCOC(=0)C1=C(NC2=C([C@@H]1c3cc(c(c(c3)OC)OC)OC)C(=0)C[C@@H](C2)c4ccceccdOC)C
CC[C@@H](C)OC(=0)C1=C(NC2=C([C@H]1c3ccccc30CC)C(=0)C[C@H](C2)c4ccc(c(c4)OC)OC)C
CCl=C([C@H](C2=C(N1)C[C@@H](CC2=0)c3ccccc3)cicc(c(c(c4)OC)OC)OC)C(=0)0CCoC
CCC(C)(C)nlc(nnnl)[C@@H](c2cc3ccec(c3[nH]c2=0)C)N(CCc4cccccd)Ccheeecech
CC[C@@H](c1lnnnn1CCc2ccccc2)N(Cc3cecec3Cl)Cedechec(cee5[nH]c4=0)C
Cclcee(ccl)SCCNC(=0)CN(c2cc(ce(c2)C)C)S(=0)(=0)c3ccc(c(c3)0C)0C
CCCOclccec(cl)[C@@H]2C(=C(C(=0)N2CCC[NH+](CC)CC)[O-])C(=0)c3ccc(cec3)OC(C)C
CCN(CC)clcee(c(cl)C)NC(=0)c2cenc3c(c(nn3c2C)C)cdcecec(c(cd)OCC)OCC
CC(C)clce(c(s1)NC(=0)/C(=C\c2ccec(02)COc3ccec(c3)C(F)(F)F)/C#N)C(=0)0C
CCCOC(=0)C1=C(NC2=C([C@@H]1c3ccc(c(c30C)OC)OC)C(=0)C[C@H](C2)c4ccececcdOC)C
COclccec(cl)c2c(cn(n2)c3ccecec3)/C=C/4\C(=0)N(C(=S)S4)CCCCCC(=0)0
CCOclcee(ccl)N(CC(=0)NCc2ccc(cc2)OC(C)C)S(=0)(=0)c3ccec(ce3)Cl
COclcce(ccl)CNC(=0)c2cec(cc2)Cn3cdcncec4nc3SCcehecc(cec5)0C
CCOCCOclnc(n(nl)c2cce(cc2)NC(=0)c3ccece(ce3)C)cdcecec(cd)C(F)(F)F
CCOCCOclnc(n(nl)c2cce(cc2)NC(=0)c3cccec(c3)F)cdccee(cd)C(F)(F)F
CC(C)CN(CC(=0O)Nclnc(cnlc2cee(c(c2)OC)OC)c3ccec(ce3)Cl)C(=0)C4CC4
CC(C)(C)OC[C@@H](CN(Cclcccol)Cc2c(nn(c20c3ccc(cc3)F)C)cacecececcd)O
C[C@@H]1CCCCN1c2c(c(no2)c3ccecc3)CN(CCCOC)C[C@@H](COCc4ccceccd)O
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504

CC(C)(C)CC(C)(C)NC(=0O)[C@H](clcce(ccl)N(C)C)N(Ce2ceco2)C(=0)c3ccecc30C
CCCN([C@H](c1cce(cecl)C(F)(F)F)C(=0O)NCS(=0)(=0)c2ccc(cc2)C)C(=0)c3cccol
COCCNC(=0)clccce(ccl)CSsc2nnc(n2c3cec(cc3)OC)caccecc4Cl
CCclccee(ccl)C(=0)c2cen(c3c(c2=0)ccc(n3)C)CC(=0)NCCc4ccc(c(c4)0C)0C
CC(=0)clcce(ccl)OCIC@@H](CN(Cc2cec(02)c3ccee(c3)Cl[C@@H]4CCS(=0)(=0)C4)0
CCOCCCN(CC(=0)N(Cclcceecl)Ce2cecen2C)C(=0)Nc3ccec(ce3)SC
CCOclcc(cc(c1OCc2ceec(c2)C)CICNCCSc3nnnn3c4cccecs
[HI\N=C\1/C(=Cl/c2cc(c(c(c2)OC)OCCOc3ccc(cc3)[C@H](C)CC)OC)/C(=0)N=C4N1C=CS4
CC[C@H](c1nnnnl1Cc2ccc(cc2)F)N(Cc3cce(cec3)OC)Ceicecsec(cee5[nH]c4=0)C
CCOclcce(ccl)N(CC(=0)N/N=C(\C)/c2ccc(cc2)OC)S(=0)(=0)c3ccc(ce3)Cl
Cclcc(cc(cl)N(CC(=0O)N/N=C/c2ccc(cc2)SC)S(=0)(=0)c3cce(c(c3)0C)0C)C
C[C@H](C(=0O)Nclcce(cclOC)OC)Sc2nce(ce(n2)C(F)(F)F)c3cee(c(c3)0C)0C
CC(C)CCOP(=0)([C@](C(=O)OC)(C(F)(F)F)Ncinc2cceee2s1)OCCC(C)C
CC[C@@H](C)clcce(ccl)OCCn2cc(c3c2ccec3)/C=N\NC(=0)CSc4nnc(s4)C
CCCOclcce(ccl)NC(=0)[C@@H]2CC(=0O)N(/C(=N/c3ccee(c3)C(F)(F)F)/S2)CC(=0)0C
CCOCCOc1nc(n(nl)c2ccec(c2)NC(=0)[C@@]3(C[C@ @H]3F)Cl)c4ccece(c4)C(F)(F)F
CN(C)clcee(cclCN(CCOC)S(=0)(=0)c2ccec(c2)CI)NC(=0)c3cecs3
COCCNC(=0O)clccecciCsc2nnc(n2c3cecc(c3)Cl)cdcecec(c4)0C
CC(C)(C)NC(=0O)N(CCOC)Cclcee(c(cl)OS(=0)(=0)c2cec(c(c2)chechoc
COclcce(cel)c2ec(c(c(n2)SCC(=0)NCc3cc(cc(c3)OC)OC)C#N)cdcecsd
CCCOclccec(ccl)NC(=0O)C[C@@H]2C(=0O)N(/C(=N/c3ccc(ce3)0OC)/S2)Ceaceesd
CCOclcc(cececlOC)/C=c/2\c(=0)n(/c(=C/C(=0)OCC)/s2)CC(=O)N[C@@H]3CCC[C@@H]([C@@H]3C)C
CCOclccec(cclF)c2c(cn(n2)c3cecccel3)/C=C\4/C(=0O)N(C(=S)S4)CCCCCC(=0)0
Cclccc(cclC)Oc2ce(nc(n2)SC)n3cnen3

Cclccc(ccl)c2nnn(n2)Cc3ccc(cc3)C(=0)0C
COclccc2c(cl)s/c(=N\C(=0)c3ccno3)/n2CC#C
CC(C)clnnc2nlnc(s2)c3cc(cc(c3)0C)0C

Cclcc(nc(nl)n2c(nc(n2)c3ccececc30C)ChHC
C[C@@H]1C[C@H](CC(C1)(C)C)Oc2c(n3ccsc3n2)[N+](=0)[O-]
C[C@@H]1C[C@@H](CC(C1)(C)C)Oc2c(n3ccsc3n2)[N+](=0)[0-]
CC1=C[C@H](N=N1)[C@H]2N=N[C@ @H](N2/N=C/C=C/c3ccccc3)S
CN(C)clc(c(nenl)Sc2ccc(cc2)C[N+](=0)[O-]
clcc(nc(cl[N+](=0)[O-])n2ccc(n2)C(F)(F)F)CI
CCCnlc2cccec2c3cine(nn3)ndc(cc(n4)C)C
C[C@H](c1lnc(nol)C(C)C)Sc2nnc(o02)c3cceec3

Cclnc(nol)c2ccc(cc2)Oc3ncdcccccdo3

CCCSclnnc2nlc3c(c4ccecc4n3CC)nn2

CN(CclccceclOC)e2ne(ne(n2)ClhoC




505 | CCOclnc(nc(nl)CI)N(C)Cc2ccc(02)C

506 | CLCCN(CC1)c2nc(nc(n2)COC[C@H]3CCCO3

507 | Cclcce(ceclC)Oc2ne(nc(n2)Cln3ccen3

508 | CC(C)Oclnc(nc(nl)Cl)Oc2ccc(cc2)CHN

509 | CC[C@H](C)CN(C)clnc(nc(nl)CI)N2CCOCC2

510 | CCC[C@H](C)N(C)clnc(nc(nl)Cl)n2ccen2

511 | CC[C@@H]1CCCN(C1)c2nc(nc(n2)Cl)n3ccen3

15 | CCCOclnc(nc(n1)CN(C)C2CCOCC2

13| CCCOclnc(nc(n1)CN2CCOC[C@H]2CC

=141 CCIC@H]1COCCNLc2nc(ne(n2)CHOC(C)C

=15 | CC[C@@H]1CO[C@@H](CN1c2nc(nc(n2)CHN(C)C)C

£1¢ | CCCOclnc(nc(n1)CN2CCOCC2(C)C

=171 CC(C)0cLnc(nc(n1)CHN(C)CIC@H]2CCCCO2

518 CC(C)N(Cc1ccC1)e2ne(ne(n2)Clhn3ceen3

C[C@H]1CN(CC(O1)(C)C)c2nc(ne(n2)CHOC(C)C
519 | cc(C)ocine(ne(n1)CIN(C)c2ccee(c2)0C

520 | ccCcOelne(ne(nl)CN(C)[C@@H]2CCCN(C2)C
521 | cN(clcee(cel)C#N)c2e(cee(n2)ChHN+](=0)[0-]

522 CC(C)Oclnc(nc(n1)CI)N(C)c2ccee(c2)C#N

523 | Cclnc2cc(ccc201)c3nc(on3)/C=Clcdcccos

524 | cCnlc2cc(cee2nnl)c3nc(on3)cdccess
525 | Cnilcnc2clce(ce2)e3nc(on3)cdccee(c4)OC

526 | Cclcee(c(c1C)OC(=0)c2ne3nc(cc(n3n2)C)C)C

527 | Cclccc(ccl)c2nc(on2)Cn3c4ccecccdoc3=0

528 | CCCC[C@@H]1C=CCN1C(=0)c2cc(n3c(n2)ncn3)C(C)C

529 | clcce2ce(cl)nc(02)Sc3nnnn3C4CCCCC4

530 | Cclccec2ce(cl)nc(02)N3CCC[C@H]3c4nc(on4)C(C)C

531 | Cclecee(cec1lC)OCce2nce(no2)c3cenc(c3)0C

532 | Cclcce(cc1OC)c2ne(no2)c3cenc(c3)OC

533 | clcce2e(cl)nnn20Cc3cc(on3)cdccesd

534 | CN1CCCC[C@H]1COc2nc(nc(n2)CI)N3CCCC3

535 | COCclccc(ol)c2nc(no2)c3cciccecc4ol

536 | C[C@H](Cnlc2c(cce(c2Br)OC)cn1)N=[N+]=[N-]

37| CCN(CC)clne(nc(n1)CIN2CCCC@H](C2)N(C)C

538 clccc2c(cl)cc(o2)c3nnc(03)SCecaccond

539 CCCCnlc(=0)c2cceee2n3cinnec3SCC(=0)0C

540 CCO[C@H]([C@@H]1CC(=NO1)c2ccc(cc2)OC)n3cdcceeccdnn3

511 COclcce(cel)n2c(nnn2)SCc3cc(ccc30C)0C
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578

Cclc(ccol)c2nnc(02)SCC(=0)c3ccc(cc30C)0C
Cclcenc2nlne(n2)C(=0)OCC(=0)c3ccc(cc3)C(C)(C)C
clccc2ce(cl)cc(02)C(=0)COC(=0)CN3C(=0)cdccececcdC3=0
Cclcc(ceclCl)OCC(=0)0c2ccec(c2)n3cnnn3
COclcc(ccclOC(F)F)e2ne(on2)/C(=C/c3ccco3)/C#N
CC(C)nlc(nnnl)SCc2coc(n2)c3ccc(cc3)OC
CCCOclcceeeclC(=0)0Oc2cec(cc2)n3cnnn3
CCOclccc(cecl)e2ne(c(02)C)CN(C)Ce3c(non3)C
CCnlc(nncl1SCc2nc(no2)c3ccco3)cdcecsd
CCCnlc(nnnl)CSc2c3ccecec3nc(n2)cdcccod
clcc(ocl)Cn2c(nnn2)SCc3coc(n3)cdccc(ccd)F
clccc(cel)Cce2nc(on2)CSc3nnc(o3)cdcccod
CC(C)(C)nlc(nnnl)SCc2nc(no2)Cc3ccccec3
CC(C)(CCIhclnc(nol)c2cec(cc2)OS(=0)(=0)N(C)C
COCclnc(nol)c2ccc(nc20C)c3ccec(cc3)OC
clcece(c(c1)OCCOC(=0)c2cec(cc2)n3cnnn3)Cl
clcce2c(cl)C(=0)N(C2=0)CCCOc3ccc(cc3)c4nncod
CCOclccc(cel)e2ne(cs2)C(=0)O[C@H](C)c3nc(no3)C
COC(=0O)clcceecclOC(=0)CCc2nc(no2)c3cesc3
CCCN(Cclcce(ccl)C#N)S(=0)(=0)c2ccecec2[N+](=0)[0-]
COC(=0O)clccec(cl)OCCSsc2nnc(o2)c3ccenc3
Cclccee(ccl)OCCOc2ccc(cc20C)/C=N/[C@@H]3N=CN=N3
CCOclcc(cceclOCce2ne(no2)c3ceec(c3)OC)CH#N
CclccceclC(=0)O[C@@H]2CCCC[C@ @H]2n3cc(nn3)C(=0)0C
CC(C)Cclnnc2nlnc(s2)Cc3cc(c(c(c3)OC)0C)0C
COclcc(cc(cl)OCce2nc(no2)COc3ccecc3)0C
Cclnc(nol)Cc2nc(on2)CCOc3ccec(c3ChHCl
COclccececlOCc2ccc(02)c3nc(no3)cdcenccd
Cl[C@@H](clncc(o1)C(C)(C)C)Sc2nnnn2C[C@@H]3CCCO3
Cclc2cc(sc2n(nl)C)C(=0)OCCOc3cncc(n3)Cl
CCO[C@H](C)c1lnc(on1)CO/N=C\2/CCCc3c2ccc(c3)0C
clccec2c(cl)ceccc2CCCOC(=0)Cn3c(=0)cdccnndcn3
CCCcCclccc(cel)n2¢c(nnn2)SCC(=0)c3cnn(c3)C
CCO[C@H](C)clnc(on1l)CSc2nnc(n2C)c3cccecc3C
CCCnlc(nnnl)CSc2nnc(n2CC)c3cceccc3
CCclc(nn(c(=0)c1C#N)Cc2nc(no2)CCC(C)C)CC
CC(C)(C)clnc(onl)CCC(=0)0c2ccec3ccec(=0)oc3c2
CCclnc(on1)CN(Cc2nc(no2)CC)[C@H]3CCCC[C@@H]3CC
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615

COclcce(ccl)OCCCce2ne(no2)c3cec(cn3)C#N
CCCOclcce(ccl)OCce2ne(no2)c3cec(cn3)C#N
C[C@H](Cclcce(ccl)OC)CN(C)ec2ce(nec3n2ncn3)COC
C=CCnlc(nnclSc2ccccc2[N+](=0)[O-])c3cenec3
COC(=0)clce(en(c1l=0)CCC23CC4ACC(C2)CC(CA)CI3)[N+](=0)[O-]
CCOclcce(cc10C)C\2=Nc3ncnn3/C2=N\Cc4cccccd
CCCOclcec(ccl)OC(=0)c2cenc(c2)n3cnen3
C/C(=CI/C(=0)O[C@@H]1CCCC[C@H]1n2cc(nn2)C(=0)OC)/C3CC3
COclccc2c(cl)c(cen2)Oc3cec(c(nec3)CC(=0)0C)0C
clcce(cecl)OCce2nne(n2Cc3ccco3)SCC(=0)Ncdccc(ccd)S(=0)(=0O)N
clcc(ce(cl)CINC(=S)N/N=C/c2ccc(02)c3cec(cc3)S(=0)(=0O)Ncdnceend
CC(C)clcee(ccl)/C=C/C(=O)NC(=S)Nc2cce(cc2)S(=0)(=0)Nc3c(ncen3)OC
CCC(=0O)Nclcc(ccclC)NC(=0)CSc2nne(n2C)c3cec(cc3)NS(=0)(=0)C
Cclcce(ccl)NS(=0)(=0)c2ccc(cc2)NC(=0)CCNS(=0)(=0)c3ccc(cec3)0C
CCclccecclNce2ne(nc(n2)N)CSc3nnc(n3C[C@H]4CCCO4)c5cecsh
CCN(CC)S(=0)(=0)c1ccec(cl)c2nne(n2N)SCC(=0)Nc3cce(cn3)Cl
Cclece(ccc1lOCC(=0O)NC(=S)Nc2cee(cc2)S(=0)(=0O)Nc3nc(cc(n3)C)C)Cl
CCN(CC)S(=0)(=0)clcccec(cl)NC(=0)CSsc2nne(n2N)c3ccc(ce3)Cl
CCclnc2cccec2n1CC(=0)NNC(=0)c3cece(c(c3)S(=0)(=O)NCcacccod)Cl
CCC[C@@]1(C(=0O)N(C(=0)N1)CC(=0)Nc2cce(cc2)C(=0)Nc3ceccc30C)c4cceecsd
Cclcee(cel)S(=0)(=0)NCCc2nnc(s2)NS(=0)(=0)c3ccc(cc3)NC(=0)C
Cclccc2c(cl)occ2CC(=0O)N(C)CC(=0O)N(CC(C)C)c3c(n(c(=0)[nH]c3=0)CC(C)C)N
clccc2ce(cl)ccec2Cn3cc(cn3)NC(=S)Ncdcecc(ccd)S(=0)(=0)Ncbneeenbs
COclcc(cec(cl)OC)NC(=0)CCSsc2ne([nHIN2)N/N=C/c3cc(cc(c3[O-])CHCI
Cclccec(c1)[N-]S(=0)(=0)c2ccec(cc2)NC(=0)CCSc3nnc(n3N)C(F)(F)F
Cclc(c(n(n1)C(C)C)C)/C=N/Nc2[nH]nc(n2)SCC(=0)NCc3ccc(c(c3)CNCI
CC[C@H](C)Sc1nnc(s1)NC(=0O)CSc2nc([nHIN2)N/N=C/c3ccccdc3ccecd
COC(=0)clc2c(scINC(=0)CCSc3nc([nH]N3)N/N=C/c4cccc5edcecec5)CCC2
COCc1nnc(n1N)SCCC(=0O)Nc2cce(cc2)S(=0)(=0)[N-]c3ccee(c3)Cl
CCCSclnnc(s1)/N=C(/CSc2nnc(n2N)N/N=C/c3c4cccccdccc30)\[O-]
CCSclnnc(s1)/N=C(/CSc2nnc(n2N)N/N=C/c3c4cccccdccc3[O-]\[O-]
CC[C@H](C)Sclnnc(s1)NC(=0)CSc2nc([nHIn2)N/N=C/c3ccc(cc3CI)Cl
CC[C@@H](C)Sclnnc(s1)NC(=0)CSc2nc([nH]N2)N/N=C/c3cccc(c3Cl)Cl
CCCCnlc(=0)c2c(c(sc2nc1SCC(=0)c3c(n(c(=0)[nH]c3=0)CCOC)N)C)C
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CCOCCCNC(=0)clcee(c(c1)NC(=0)Nc2ceee(c2)OC)N3C[C@HJ4C[C@@H](C3)c5ccec(=0)n5C4
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C/C(=N/Nc1[nH]nc(n1)SCC(=0O)Nc2cccee(c2)Br)/c3cce(cc30C)0C
CCOCSclnnc(s1)NC(=0)CSc2nnc(n2N)c3ccee(c3)Br
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Cclcce(nc(n1)NS(=0)(=0)c2cce(cc2)NC(=S)NC(=0)COc3ccc(cc3ClCIC
Cclec(c(c(cINS(=0)(=0)C)C)S(=0)(=0)Nc2cce(cc2)CC(=0)NCC(=0)OC)C
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CC(C)[C@H](C(=O)N[C@@H](CC(=0)[O-
DIC@@H]1CCOC(C1)(C)C)NC(=0)CO/N=C/2\CC[C@@]3([C@@H]4CC[C@]5([C@@H]([C@@H]4CCC3=C2)CC[C@@]5(C#C)O)C)C
CC(C)[C@@H](C(=O)N[C@@H](CC(=0)[O-])CS)NC(=0)CO/N=C\1/CC[C@@]2([C@@H]3CC[C@4([C@@H]([C@@H]3CCC2=Cl)CC[C@@]4(C#C)O)C)C
clcce(c(cl)c2nnn(n2)CC(=0O)NNC(=S)Nc3cc(ce(c3)Cl)Cl)Oc4ccc(ccaCh)Cl
CCOclcc(cc(c1lOCC(=0)N(C)C)Br)/C=N\Nc2ccc(cc2)S(=0)(=0O)N
Cclece(ccc1OCC(=0O)NC(=S)Nc2cece(cc2)S(=0)(=0)Nc3cc(on3)C)Br
Cclcece(cel)C(=0)0c2ccc(cc2)/C=N/NC(=0)C(=0O)Nc3ccccc3C(=0)Ncdcec(cecd)C
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CCN(CC)clc(c2c3c(nc(c2c(n1)N)N)N(C(=0)C3)c4ccec(c(c4)OC)OC)C#HN

CCN(CC)clcec2ce(cl)Oc3cec(ceec3C24c5cecce(c(c5C(=0)04)N)N)N(CC)CC
C[C@]12CC[C@H]3[C@H]([C@]1(CC[C@@H]2C4=CC(=0)OC4)O)CC[C@@]5([C@@]3(CC[C@H](C5)O)/C=N/Nc6ccccc6)O
C[C@H](C(=O)N/[NH+]=C/clcc(cc(cl[O-])Br)Br)Nc2c(=0)[nH]c(nn2)[O-]

Cclec(c(ccINS(=0)(=0)c2ccc3cdc2ecccdC(=0)N3)Sc5[nHInen5)0

Cl[C@@H]1CCC[C@@H](N1c2[nH]c(=0)c3c(n2)NC(=0)C[C@ @H]3C(=0O)Nc4ccc(ccd)NC(=0)C)C
COclcce(cel)C2=C[C@H](N=N2)[C@@H]3NN[C@@H](N3N)SCc4c(cccc4CIl)ClI

clcc(ce(cl)Cl)Ne2[nH]c(=0)c3c(n2)NC(=0)C[C@ @H]3C(=0O)Nc4ccc(cc4Ch)Cl
Cclcc(cc(cl)NC(=0O)[C@@H]2CC(=0)Nc3c2c(=0)[nH]c(n3)Nc4dcc(cc(c4)ChCI)C
Cclcce(c(cl)NC(=0O)[C@H]2CC(=0)Nc3c2c(=0)[nH]c(n3)Nc4ccc(ccaClClC

Cclccee(c10)c2cc(n[nH]2)C(=0)Nc3ccec(cc3)S(=0)(=0)/N=c/4\[nH]ccs4

Cclcce(c(c(cl)O)c2ce(n[nH]2)C(=0)Nc3ccec(cc3)S(=0)(=0O)Ncdc(c(nod)C)C)C

Cclcce(ncl)Nc2c(c(nen2)Ne3cc(c(cc3C)[C@H](C#N)cdccce(ccd)CHCIN

clcc(ccclC(=0O)NNc2c(c(ncn2)Nc3cec(cc3F)Br)N)Br

clcc2ceenc2c(cl)Sc3ce(c(necn3)NNC(=0)c4ccc(cc4)Br)N

clcc(ccclC(=0)Nc2nc3ce(s2)CCC[C@@H]3C(=0O)Ncanc(cs4)CC(=0O)N)ClI

clce(c(ccINC(=0)[C@H]2CC(=0)Nc3c2c(nc(n3)NACCCCC4A)N)C(F)(F)F)CI

clcc(cccIN/N=C\2/[C@ @H](OC(=0)/C2=N\Nc3ccc(cc3)Br)[C@@H](CO)O)Br
C]CE‘1=)C(§3(;O))O)[C)@)@H](Cl)[C@@H](C)[C@H]Z[C@@H](C[C@@H]3[C@@]2(CC[C@@H]4[C@@H]3[C@H]5[C@H](05)[C@@]6([0@@]4([C@H](C[C@@
H](C6)0)0)C)0)C)0O)C
Cl[C@]12CC[C@@H]([C@]([C@@H]1CC[C@@]3([C@H]2CC=C4[C@]3(CC[C@@]5([C@H]4CC(C[C@H]50)(C)C)C)C)C)(C)CO)O[C@H]6[C@@H]([C@H](]
C@@H]([C@H](06)C(=0)[0-])0)0)O

Cclc(c(n[nH]1)O)[C@@H](c2cce(c(c2)Br)OCc3ccecdc3ceccd)cs5e(n[nH]c50)C
Cnlc(c(c(=0)[nH]c1=0)c2c3c([nH]c2c4cce(ccd)C5CCCCC5)n(c(=0)nc3[O-])C)N
C)[C)@)@l)*]%[C;@H]([C@@H]([C@@H]([C@@H](Ol)O[C@H]ZCC[C@]3([C@@H](CZ)CC[C@@H]4[C@@H]3CC[C@]5([C@@]4(CC[C@@H]SC6=CC(=O)OC
6)0)C)C)0)0)0

C[C@]1(C(=O)N(C(=0O)N1)CC(=0O)Nc2ccc(cc2)S(=0)(=0)N)c3cecee(c3)Br
C[C@]12CC[C@@H](C([C@H]ICC[C@@]3([C@@H]2C=C[C@@H]4[C@]3(CC[C@@]5([C@@H]4CC(CC5)(C)C)C(=0)0)C)C)(C)C)0[C@ @H]6[C@H]([C@
@H]([C@H](06)CO)O)0

CCOclcce(cel)c2e3c([nH]n2)OC(=C([C@ @]34c5c(ccc(c5Br)C)NCA=0)C#N)N

C/C(=N/NC(=0)clccc(c(cl)S(=0)(=0O)N)Cl)/c2ccc3c(c2)NcdcceccdS3
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clccc(ccl)n2¢c(=0)c3c([NH]2)NC4=C([C@H]3c5ccc(c(c5)0)0)C(=0)C[C@@H](C4)cbeeesb
Cclc(c(n[nH]1)O)[C@@H](c2cc(c(c(c2))OC(C)C)I)c3c(n[nH]c30)C

clcce(cel)c2cec(n[nH]2)e3nnc(n3N)SCC(=0)Ncdccce(c(c4)CNCl
Cg?@])@;']()[C)@)H]§CC[C@@H]2[C@@]1(CC[C@@H]3[C@@H]ZCC[C@@H]4[C@@]3(CC[C@H](C4)O[C@H]5[C@@H]([C@H]([C@@H]([C@@H](O5)C(=
0)[0-])0)0)0O)C)C)O

clcc(ce(cl)CI)NC(=0)CSc2nnc(n2N)c3cc(n[nH]3)c4ccce(cc4)Cl
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clccc2c(cl)cccc2NC(=0)CSc3nnc(n3N)c4cc(n[nH]4)c5ccec(ce5)Cl

Cclccc(cecl)/C=N/n2c(c(c3c2ncdccececcdn3)C(=0)Nc5ec(cecc5C)C)N

CCL([C@@H](N(C(=S)S1)NC(=0O)Nc2ccec(cc2)CI)N(C(=0O)Nc3ccecdc3cceecd)[O-])C

clccc2ce(cl)c(cec(n2)O)C(=0O)NNC(=0)c3cce(cec3)[N-]S(=0)(=0)cdccecss

Cclc2c¢([nH]n1)OC(=C([C@@H]2c3cce(c(c3)COc4ccc(ccaCl)CI)OC)CH#N)N

CC1=C([C@@H](C(=C(N1)SCC(=0O)N)C#N)c2ccco2)/C(=N/c3nc4dcccccas3)/[O-]

clce(c(ncl)NC(=0)c2ccc(cc2)NS(=0)(=0)c3ccc(s3)Br)O

CC(=0O)Nclccc(ccl)[C@H](/C(=N\NC(=0)c2ccncc2)/c3c(ncdec(cecdn3)Cl[O-])O

Cclccc2ce(cl)c(ce(n2)c3ccc(cec3)NC(=0)C)C(=0)Ncdcec(ccd)NC(=0)C

Cclc(c(n(nl)c2cceec2)O)[C@H](c3cce(c(c3)0)O)cac(nn(c4[O-])c5cecees)C

C/C=C/1\C(=O)N[C@H](C(=0)O[C@H]\2CC(=O)N[C@ @H](C(=O)N[C@H](CSSCC/C=C2)\C(=N1)\[O-])C(C)C)C(C)C
Cclcce(c(cl)[C@H](c2c([nH]c(=S)n(c2=0)C(C)C)[O-D[C@H]3[C@@H](N(C(=S)NC3=0)C(C)C)O)N(C)C
clcc(c(cclClc2ceec(o2)[C@H]3c4c([nH]c(=0)[nH]c4=0)NC5=C3C(=0)CCC5)CI
clcc(oclc2ec(ce(c2)ChCh[C@H]3c4c([nH]c(=0)[nH]c4=0)NC5=C3C(=0)CCC5

clcece(c(cl)C(=0)N)[N-]C2=NC(=0)/C(=C/3\c4cc(cccaNC3=0)Br)/S2

clcc(c(cclChCINe2ne3c(c(n2)[O-])[C@H](CC(=0)N3)C(=O)NC4CCCCC4
[HI/N=C/1\Nc2nc3cccece3n2[C@H](N1)cdccc(ccd)N5[C@@H](CC(=N5)c6eececb)c7cceec?

CCCclc(nnnlc2c(non2)N)C(=0O)N/N=C\3/c4cc(ccc4N=C3[O-])Br

CCl(CC2=C(C(=0)C1)[C@@]3(c4cccccaNC3=0)N=C(N2)Nc5nc6ccccc6s5)C

clcc(cccIN2CCN(CC2)c3c(c(ncn3)Nc4c(ce(cnd)C(F)(F)F)CIN)F

Cclc2¢([nH]n1)OC(=C([C@H]2c3cce(c(c3)CScinc5ccecc5s4)OC)CH#N)N

clcc(ceccle2nne(n2N)SCC(=0)N/N=C/c3cc(ccc3[O-])Cl)Br

CCCN1c2cccecc2[C@@H](C(=C1[O-])/C(=N/N=C(\C)/[C@ @H]3C(=c4cccccd=[NH+]C3=0)0)/[O-])O
CC[C@H]1CC2=c3ccccc3=[NH+][C@H]2[C@@H](N1)c4c([nH]c(=S)n(c4=0)c5cce(cc5)0C)[0-]
clcec(ccl)C(=0O)N[C@H]2Nc3cc(ccc3S2)NC(=0)[C@H]4C=C(N=N4)c5cccs5
Cl[C@@H]ICC[C@@]2(CC[C@@]3(C(=CC[C@@H]4[C@]3(CC[C@H]5[C@@]4(CC[C@@H](C5(C)C)O[C@H]6[C@@H]([C@H]([C@@H]([C@H](06)C)0)O
)O)C)C)[C@@H]2[C@H]1C)C(=0)[O-])C(=0)[O-]
C[C@@H]1[C@H]([C@@H]([C@H|((C@@H](01)0[C@H]2CC[C@]3([C@@H](C2(C)C)CC[C@@]4([C@H]3CC=C5[C@}4(CC[C@@]6([C@@H]5CC(CCE)(C
)C)C(=0)[0-])C(=0)[0-])C)C)0)0)O
C[C@@H]ICC[C@@]2(CC[C@Q@]3(C(=CC[C@Q@H]4[C@]3(CC[C@H]5[C@@]4(CC[C@@H](C5(C)C)O[C@H]6[C@@H]([C@H]([C@H]([C@H](O6)C)0)0)O
)C)C)[C@@H]2[C@H]1C)C(=0)[O-])C(=0)[O-]
C[C@@H]ICC[C@@]2(CC[C@@]3(C4=CC[C@H]5S[C@@]([C@H]4CC[C@I3([C@@H]|2[C@H]1C)C)(CC[C@@H](C5(C)C)O[C@H][C@@H|(CeH|(Ce@
H]([C@H](O6)C(=0)[O-])0)0)O)C)C)C(=0)O
C[C@]12CC[C@QEH|([C@@([C@H]ICCIC@Q@]3([C@H]2CC=C4[C@]3(C[C@H]([C@@]5([C@H]4CC(CC5)(C)C)C(=0)[O-])0)C)C)(C)C(=0)[O-
)O[C@H]6[C@@H]([C@H]([C@@H](CO6)0)0)O
C[C@@H]ICC[C@@]2(CC[C@@]3(C(=CC[C@HJ4[C@]3(CC[C@@H]5[C@@]4(CC[C@@H](C5(C)C)O[C@H]6[C@@H]([C@@H]([C@H]([C@@H](06)C)O
)0)0)C)C)[C@@H]2[C@H]1C)C(=0)[O-])C(=0)O

COclccc2c(cl)c3ce([nH]2)[C@@H](NCC3)c4c(=0)[nH]c(=0)n(c4[O-])c5cce(ceh)l
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clccc2c(c1)N/C(=C\3/C(=0O)NC(=0O)N(C3=0)c4ccc(ccd)Cl/C[C@H](S2)c5ccec(c5)0
CSclccce(cel)c2cecc3ce(c2)C(=0)N4ACC[C@@H](C[C@H]4C(=O)N3)NC(=0O)[C@@H]5CSCN5
COclccece(c10C)[C@@H]2¢c3c(n[nH]c30C(=C2C#N)N)c4dccc(ccd)Br
C[C@]1(C(=O)NC(=0O)N1)c2cccc(c2)NC(=0)c3c(nc(s3)cdccececd)cseceech
clcc(ce(cl)Br)S(=0)(=0O)Nc2cc(cc(c2)C(F)(F)F)c3[nH]c(=0)[nH]n3
COclcce(c(cl)[C@H]2c3c(n[nH]c30C(=C2C#N)N)c4ccc(c(cd)Cl)CIHOC
Cclccec(c1)N2C3=NC(=0)[C@](C3=C(NC2=0)[O-])(C(F)(F)F)NS(=0)(=0)c4ccc(cc4)N
clcce(c(c1)N2C3=NC(=0)[C@](C3=C(NC2=0)[O-])(C(F)(F)F)[N-]S(=0)(=0)c4ccc(cc4)N)F
clccc(c(c1)N2C3=NC(=0)[C@ @](C3=C(NC2=0)[O-])(C(F)(F)F)[N-]S(=0)(=0)c4ccc(cc4)N)F
Cclnc(n(n1)CC(=0O)Nc2c(c3c(s2)CCC3)C(=0)N)c4dcce(c(cd)ChCl
clcc(scl)S(=0)(=0)[N-]c2ccc(cc2)C(=O)NNC(=0)c3cc(ccc30)Cl
clccc2cec(cec2el)c3cec(n[nH]3)C(=0O)N/N=C/4\c5cc(ccc5NC4=0)Br
clcece(ccl)[C@H]2CC3=C([C@@H](C(=C(N3c4[nH]ncn4)N)C#N)c5ccc(cc5)Br)C(=0)C2
CC\1=NNC(=0)/C1=N/Nc2cc(ccc2Cl)C(=0O)Nc3cc(c(cc3CHChHCI
clc(ce(c(clC(=0O)Nc2cc([nHIn2)C(=0)[O-DO)NI
Cclccc2e(cl)[C@]3(c4c(nc(ncd[O-])SCchecec(c5)F)NC(=C3C#N)N)C(=0)N2
COclcce(cclOC)[C@@H]2CC3=C([C@@H](c4c([nH]nc4O)N3)c5ccc(cc5CI)CIHC(=0)C2
COclcce(cclOC)[C@@H]2CC3=C([C@H](c4c([nH]nc4O)N3)c5ccc(cc5)SC)C(=0)C2
C[C@H]1CCCCN1Cc2c(nnn2c3c(non3)N)C(=0)N/N=C\c4cc(c(c(c4)Br)[O-])Br
clcce(ccl)C(=0)C(CCc2nnc(s2)N)(CCc3nnc(s3)N)CCc4nnc(s4)N
clcc(ocl)CNS(=0)(=0)c2ccc-3c(c2)C(=NNC(=S)N)c4c3cec(cd)S(=0)(=0O)NCchcecco5
CCC(C)(C)NC(=0O)[C@@H](clcce(ccl)OCC)N(Cc2ccco2)C(=0)c3c(c(ns3)C(=0O)N)N
CCOC(=0)CNC(=0)[C@@H](clcccs1)N(c2ceee(c2C)C)C(=0)c3c(c(ns3)C(=0O)N)N
CCOC(=0)CNC(=0)[C@H](clcccs1)N(c2ceeec20C)C(=0)c3c(c(ns3)C(=0O)N)N
CCclcce(ccl)N([C@H](c2cce(cc2)N(C)C)C(=O)NCCOC)C(=0)c3c(c(ns3)C(=0O)N)N
CCclcceccIN([C@@H](c2ccc(02)C)C(=O)NCC(=0)OCC)C(=0)c3c(c(ns3)C(=0O)N)N
CN(C)clcec(ccl)[C@@H](C(=O)NCCOC)N(c2cccecc2F)C(=0)c3c(c(ns3)C(=0O)N)N
COCCNC(=0)[C@@H](clcce(ccl)OC)N(Ce2cces2)C(=0)c3c(c(ns3)C(=0)N)N
Cclccc(ccl)N([C@H](c2cee(cc2)N(C)C)C(=O)NCCOC)C(=0)c3c(c(ns3)C(=0)N)N
Cclccee(c1C)N([C@H](c2cce(cc2)N(C)C)C(=0O)NCCOC)C(=0)c3c(c(ns3)C(=0O)N)N
Cclccc(cel)[C@@H](C(=0O)NC(C)(C)C)N(c2cce(c(c2)OC)OC)C(=0)c3c(c(ns3)C(=0O)N)N
Cclccc2e(cl)/C(=N\O[C@@H]3[C@H]([C@@H]([C@H]([C@H](O3)CO)O)O)NC(=0)C)/C(=0O)N2CCOc4cccccaC
Cclcce(c(cl)C)NS(=0)(=0)c2ccec(c2)C(=O)NNS(=0)(=0)c3ccec(cc3)NC(=0)C
clcc2ccecc3c2c¢(cl)C(=0)N(C3=0)CCCC(=0)OCC(=0O)Nc4cc(cc(c4)C(=0O)N)C(=O)N
CCN(CC)clccec(ccl)/C=N/Nc2nnc(n2N)SCC(=0)Nc3cc(ccc30C)Cl
Cclccee(c1)NS(=0)(=0)c2cce(cc2)NC(=0)CCSc3nnc(n3N)cdcecencd
Cnlcc(cnl)/C=N/Nc2[nH]nc(n2)SCC(=0)Nc3ccc(cec3)S(=0)(=0O)NC4CCCCC4
COCCSclnnc(s1)NC(=0)CSc2nc([nHIn2)N/N=C/c3c4cccccdccc30
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Cclc(c(n(n1)C(C)C)C)/C=N/Nc2nnc(n2N)SCC(=0)Nc3nnc(s3)SCC(C)C

Cclc(c(n(n1)C(C)C)C)/C=N/Nc2nnc(n2N)SCCC(=0)Nc3cce(cc3)Br

Cclc(c(n(n1)C(C)C)C)/C=N/Nc2nnc(n2N)SCCC(=0)Nc3c(cccc3CI)Cl

clccc2ce(cl)cececc2/C=N/Nc3nnc(n3N)SCCC(=0)Nc4ccec(c4)N5CCCC5=0

clccc2c(cl)ceccc2/C=N/Nc3nnc(n3N)SCCC(=0)Nc4ccc(ccd)S(=0)(=O)N

Cclcc(cccINC(=0)CSc2nnc(n2N)N/N=C/c3ccc(cec3)C(=0)0C)Br

COC(=0)clccce(ccl)/C=N/Nc2nnc(n2N)SCC(=0)NCc3ccc(c(c3)ChClI

CC(=0)Nclccee(cl)NC(=0)CCSc2nnc(n2N)N/N=C/c3c4cccccdccc30

Cclccce(cel)/C=N/Nc2nnc(n2N)SCC(=0)Nc3cce(cc3)S(=0)(=O)NC(C)(C)C

COclcc(ccclCINC(=0)CSc2nnc(n2N)N/N=C/c3cc(c(c(c3)OC)0C)OC

COclcc(ce(c1OC)OC)/C=N/Nc2nnc(n2N)SCCC(=0)Nc3ccce(cc3)Cl

Cclccce(ccl)NS(=0)(=0)c2cce(cc2)NC(=0)CSc3nc([nH]Nn3)N/N=C/c4ccccca

clcc(cccINC(=0)CSc2nnc(n2N)N/N=C/c3cc(ccc30)CI)OC(F)(F)F

CCOclcece(ccl)NC(=0)CSc2nnc(n2N)N/N=C/c3cc(ccc30C)Br

C/C(=N\Ncl1lnnc(n1N)SCC(=O)Nc2ccccc2[N+](=0)[O-])/c3ccc(cc3)Br

CCN(CC)clcce(c(c1)O)/C=N/Nc2nnc(n2N)SCC(=0)Nc3nc4dccccec4ds3

clcce(c(cl)CSc2nne(s2)NC(=0)CSc3nnc(n3N)NN=C4CCCC4)ClI

CC(=0)OC[C@@]12[C@H](C[C@@H]|(C[C@@]1(CC[C@@H]3[C@@H]2[C@@H](C[C@@]4([C@@]3(CC[C@@H]4C(=0)0)0)C)OC(=0)C)O)OC(=0)C)O

CC(=0)OC[C@]12[C@H](C[C@@H](C[C@@]1(CC[C@@H]3[C@@H]2[C@@H](C[C@@]4([C@Q@]3(CC[C@@H]4C(=0)0)0)C)OC(=0)C)O)OC(=0)C)O

Cclccc(0l)[C@H](C(=O)NC[C@H]2CCCO2)N(c3cce(ce3)C(C)C)C(=0)cac(c(ns4)C(=O)N)N

CC1=C[C@](N(N1)C(=0)CSc2nnc(s2)SCC(=0)N3[C@@](CC(=C)N3)(c4ccccc4)O)(c5eecees)O

clcc(ccclce2[nH]c3cce(cc3n2)NC(=0)CSc4cn[nHIN4)NC(=0)CSc5cn[nH]In5

Cclcc(nol)NS(=0)(=0)c2cce(cc2)N/N=C(\C#N)/C(=0O)Nc3ccc(cc3)S(=0)(=0O)N

C/C(=C\CO[C@@H]I[C@@H]([C@@H]([C@@H](CO1)OC)0)0)/CC[C@@H]2C(=C)CC[C@@H]3[C@@]2(CC[C@@H](C3(C)C)O[C@@H|4[C@@H]([C@
@H]([C@@H](04)CO)0)0)C

)C[;@H]/1[C@H)]([C?@H](C[C@@H](Ol)O[C@@H]ZCC[C@@]3([C@H]4CC[C@@]5([C@@H](CC[C@@]5([C@@H]4CC[C@@]3(C2)O)O)C6=CC(=O)OC6
C)/C=N/CCCO)0C)0O

CCCCCCCCC[C@@H]1[C@H](C@@H|([C@@H](C(=0)N[C@@H](C(=O)N[C@@H](C(=O)N[C@@H](C(=0)01)CO)[C@@H](C)O)C(C)C)C)O)C

COclc/c(=N/S(=0)(=0)c2cce(cc2)NC(=S)Nc3cece(ce3)S(=0)(=0O)N)/[nH]c(n1)OC

COclcc(ce(cl)OC)NC(=0)c2c(c3c(c(sc3s2)C(=0)Ncacc(ce(c4)OC)OC)N)N

CC1=C([C@@H](C(=C(N1)SCC(=0)Nc2nc3ccccc3s2)C#N)cdcccod)C(=0)Nc5ceee(cc5)S(=0)(=0O)N

CC1=C([C@@H](C(=C(N1)SCC(=0O)NC2CCCCC2)C#N)c3ccco3)C(=0)Nc4ccc(ccd)S(=0)(=O)N

clcc(cececlCc2cecc(cc2)NC(=0O)NNC(=0)c3ccncc3)NC(=0O)NNC(=0)c4dcenccsd

clcce(ccl)NC(=0)C(=0O)N/N=C/c2c3ccccec3ccc20

clcc(ce(cl)O)N2C(=0)c3ccc(cc3C2=0)0c4ccc(ccd)N

clcc(ce(cl)O)/C=N/NC(=0)c2cc(n[nH]2)c3ccce(ce3)Cl

Cclcee(c(c1l)C)OCC(=0O)NNC(=0O)Nc2cce(cc2)Cl

Cclcece(ccl)NC(=0O)Nc2ne(cs2)CC(=0O)NC(C)(C)C




801 | clccc(ccl)Ne2ne(nc(n2)N)/C(=C/c3ccecc3Cl)/C#HN

802 | Cclcc(ceclO[C@@H](C)C(=0)Nc2cec3ce(c2)[nH]c(=0)[nH]3)Cl

803 | Cclccce(ccl)c2nne(n2N)SCc3[nH]c4cceecc4n3

804 | Cclcc(cc(c1l)NC(=O)NNC(=0)c2ccc(cc2)n3ccec3)C

805 | clcc(cecclCSc2nnc(n2N)NN=C3CCCC3)CI

806 | Cclcenc(cl)Nc2c(c(ncn2)Oc3cc(ce(c3)C)C)N

807 | clccc2ec(ceec2c1)Oc3c(c(nen3)NCedccco4)N

808 | CCN(clcceeel)c2e(c(nen2)Ne3cece(cn3)C)N

809 | Cclececec2elne(s2)Ne3e(c(nen3)NACCCCA)N

810 | Cclcec2eecce(c2n1)Ne3ce(c(necn3)NACCCCIC@@HAC)N

811 CC[C@H]1CCCCN1c2c(c(ncn2)Nc3nc(c(s3)C)C)N

812 clcc2ceenc2c(cl)Oc3c(c(ncn3)NC4CCCCCCA)N

813 Cclccee(c(cl)C)Nc2ce(c(ncn2)n3cnc4dc3ccecd)N

814 Cclccc2cccc(c2nl)Ne3c(c(ncn3)Oc4cecccd)N

815 clccc2e(cl)ncn2c3c(c(ncn3)Nc4cec(ccd)CIN
clcecc2c(cl)CCCN2c3c(c(ncn3)Ncdnces4)N

816 clccc2c(cl)CCCN2c3c(c(ncn3)Ncdcceecnd)N
817 Cclcece(cel)Oc2c(c(ncn2)Ne3ccenc3CI)N

818 CCNclc2cecece2ne(nl)Ne3ccc(ce3)NC(=0)C

819 | c[c@@H]1CcCCC[C@@H]1INC(=0)Nc2cce(cc2)NC(=0)c3ceco3

820 | Cclcec(cel)[C@H]2C[C@ @H](n3c(nc(n3)N)N2)c4cce(ccd)OC
821 | C[C@H]1C(=C(NN1C(C)(C)C)C)[C@@H]2[NH-+]=c3ccc(cc3=[NH+]2)C(=0)[O-]

822 | Cclcec(ccl)Ne2e(n[nHIn2)C(=0)Nec3c(ceec3C)C

823 | Cclccece(c10c2c(cecen2)CNe3cec(ne(n3)N)C)C

824 | C[C@H](clccc(s1)CIINC(=0O)Nc2ccc3c(c2)C(=0)NC3=0

825 | Cclc(c(n[nH]1)O)CCC(=0O)N/N=C\c2ccc(c(c2)CICI

826 | COclccc(cnl)c2cc(c(c(n2)N)C#N)c3cecdc(c3)cc[nH]4

827 | Cclc(c(onl)C)[C@@H](C)NC(=O)NNc2ccc(cc2CI)Cl

828 | Cclcc(nc(nl)c2ccccc20)N/N=C\c3ccecc30

829 | Cclce(nc(nl)SCc2cc(=0)oc3c2ccc(c3C)O)N

330 | CC(C)cleee(cel)S(=0)(=0O)Nc2cee3e(c2)[nH]e(=0)[nH]3

831 | Cclesc2ele(=0)[nH]c(n2)c3ccec(c3)NC(=O)NC(C)C

832 | CC(C)(C)cles/c(=N\S(=0)(=0)c2cc(c(nc2)N)Cl)/[nH]1

833 clcc(cncl)c2c(cn[nH]2)CNce3cc([nH]n3)C4CCCCCC4

834 clcce(ccl)NC(=0)Nc2cec(cc2)c3cencdc3cn[nH]4

835 Cclccec(ccINC(=0O)NCc2cc3ccecec3[nH]2)cdnccod

836 clccc2c(cl)c(ccn2)NNC(=0)c3cc(n[nH]3)C4CCCCC4

837 Cclcec(c2ce([nH]c2c1)C(=0O)NNc3cc(cc(n3)CI)C#N)C
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CC(C)(C)clc(scn1)NC(=0O)Nc2cee3c(c2)CC(=0)N3
clccc2ce(cl)c(nc(n2)c3ccco3)Ncdecec(ccd)C(=0)N
clccc2c(cl)cec(c2/C=N\NC(=0)c3c4c([nH]n3)CCC4)0
clccc(ccl)Ne2ne(nc(n2)N)/C(=C\c3ccec(c3)F)/CHN
Cclccec2cloc(c2C)C(=0)Nc3cdcccecdoc3C(=0)N
Cclcce(cclF)Ce2enc(s2)NC(=0O)Nc3c[nH]nc3
CCNclc(c(nc(n1)N)CI)/N=N/c2ccc(cc2)Cl
CCOclcce(ccl)S(=0)(=0)NCCC(=0)OCC(=0O)Nc2c(c(c(cn2)ChC)Cl
COclce(cec(c1OC)OC)/C=C/C(=0O)Nc2nnc(s2)SCC(=O)NC[C@H]3CCCO3
C=CCN(clccceel)S(=0)(=0)c2ccec(c2)C(=0)OCC(=0O)NC(=0O)NCc3ccco3
CCSclnc(c2cnn(c2n1)CCNC(=0)c3cce(c(c(c3)OC)OC)OC)NC(C)C
CCSclnc(c2cnn(c2n1)CCNC(=0)COc3ccc(cc3)CI)NCCOC
CCSclnc(c2cnn(c2n1)CCNC(=0)[C@H]3CC(=0)N(C3)c4ccc(ccd)C)NCCOC
CCOC(=0)Cclcsc(n1)NC(=0)CSc2c3c(n(c(=0)n2)CCCO)CCCC3
COCCCnlc(nnclSCCC(=0O)NC(=0O)NCc2ccccc)c3ccccc3Cl
CCOclcec(ccl)NC(=0)CSc2nnc(02)CNC(=0)COc3ccc(cc3)Cl
CNC(=0)clc2c(scINC(=0)c3cce(cc3)S(=0)(=0O)N(Ccoc)ccocr)ceeee2
CCOclcce(ccl)NC(=S)N(Cc2ccco2)Cce3ccdcec(c(ccd[nH]c3=0)0C)0C
COCCNC(=0)clc2c(scINC(=0)COC(=0)COc3ccciccecccac3)CCCC2
CCCOclcee(cclC(=0O)NC(=S)N2CCNC(=0O)[C@@H]2CC(=O)OCCC)Br
CCCCOC(=0O)C[C@H]1C(=O)NCCN1C(=S)NC(=0)c2cc(ccc20CC)Br
CSCCCNCclcec(ce(cl)S(=0)(=0)N2CCCC2)C(=0O)NCCCn3ccnc3
CCCCCOC(=0O)C[C@H]1C(=O)NCCN1C(=S)NC(=0)c2ccc(c(c2)Br)OC(C)C
CCCCCOC(=0O)C[C@H]1C(=O)NCCN1C(=S)NC(=0)c2ccccc20CCOoC
CC(C)nlcc(cnl)/C=N/NC(=0)CSc2nnc(n2CC=C)CNc3ccc(cc3)Cl
CCCcCCCclnc2c(c(nl)S[C@@H](C)C(=O)NC(=O)NC3CC3)c(=0O)n(c(=0)n2CCC)C
CCOclcee(cclOCC)C(=0O)NCC(=0)0O[C@H](C)C(=0O)Nc2cce(cc2)C(F)(F)F
CN(CCclnc(onl)c2cec(cc2)C(=0O)NCCCOC)C(=0)Nc3cecec30C
CCN(Cc1[nH]c(=0)c2cc(c(cc2n1)OC)OC)CC(=0O)NCc3cceccc30C(F)(F)F
CCOCCOclnc(n(nl)c2ccec(c2)NC[C@@H](COC(C)C)0O)c3ccec(ce3)0C
CCOC(=0)clc(c2c(nc(nc2s1)C[NH+](CCCOC)C[C@@H](COC(C)(C)C)O)[O-])C
CC(C)C[NH+](Cclnc(c2c(csc2nl)c3ccee(c(c3)OC)OC)[O-)C[C@H](COC(C)C)O
CC(C)[NH+](Cclnc(c2c(csc2nl)c3cce(c(c3)OC)OC)[O-]))CIC@@H](COCC#C)O
CC(C)[NH+](Cclnc(c2c(csc2nl)c3ccec(c(c3)OC)OC)[O-])C[C@H](COCC#C)O
COclcce(cec1OC)c2esc3c2¢(=0)[nH]c(n3)CN(C[C@H](COc4cccecd)O)C5CC5
COclcce(cecl)Ne2ne(cs2)C(=0O)N(CCC(=O)NC[C@@H]3CCCO3)Cc4ccco4d
COCCNC(=0)CCN(Cclcccol)C(=0)c2csc(n2)Nc3ceec(c3ChCl
CCC(=0O)Nclcee(cclOCC)C(=0)CSc2nnc(02)CNe3ccc(cc3)Cl
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Cl[C@@H](c1lnnc(n1CC=C)SCC(=0)Nc2ccee(c2)C(=0)OC)NC(=0)c3ccces3
Cclccc(ccl)N([C@H](c2cce(cc2)F)C(=0O)NCCOC)C(=0)CCC(=0)Nc3ncces3
CCOclcee(cc1OCC)C(=0O)NCCn2c3c(cn2)c(ncn3)NCc4ccc(ccd)F
CCCNC(=0)CSc1nnc(s1)NC(=0)c2c(cn(n2)c3cec(cc3)F)OCCC
Cclccec(c1l)N2CCN(CC2)CCCCNC(=0)c3c(c(c([nH]3)C)C(=0)OCccoCC)C
CCCC(=0O)Nclcce(c(cl)C(=0)C)OCC(=0O)NCc2ccecc2S(=0)(=0O)N(C)C
CCOclccc(ccl)[C@H](CCC(=0)N/N=C\c2ccc(c(c2)Br)OCC(=0)0C)0O
Cclcce(ccl)C(=0)NCCc2nnc(n2CC=C)SCC(=0O)Nc3ccc(cec3)0C
CC[C@H](C)Sclnnc(s1)NC(=0)CSc2nnc(n2CC=C)CNc3ccccee3
CCN(CC)C(=0)clc(c(c(s1)NC(=S)Nc2ncn(n2)Cc3ceccecc3C)C(=0)0C)C
CCN(CC)S(=0)(=0)c1cce(c(cl)/N=C(/C[NH+](C)CC(=0O)Nc2ccc(cc2)OC)\[O-])C
CCOclcee(cclOCC)S(=0)(=0)N2CCN(CC2)CCOc3ccee(ccl3)S(=0)(=O)N
CCnlc(c(c(n1)C)CN/C(=N\C(=0)c2cc(c(c(c2)OC)OC)OC)/Nec3cee(cec3)0C)C
CC[NH+](CC)CCCN1[C@H](C(=C(C1=0)[O-])C(=0)c2c(c([nH]c2C)C(=0)OC)C)c3ccccc3F
CCOclccec(ccl)[C@@H]2C(=C(C(=0O)N2CCCn3cc[nH+]c3)[O-])C(=0)c4c(c([nH]c4C)C(=0)0OC)C
CCCN(CCCQ)C(=0)CCC(=0O)Nclcce(c(cl)CHNC(=0)[C@@H](C)n2c(cc(n2)C)C
CclccececlOC[C@@H](CN(CCOC)Cc2[nH]c(=0)c3c(c(sc3n2)C(=0)0C)C)0O
COclccececle2esc3c2¢(=0)[nH]c(n3)CN(Cc4cccod)C[C@H](COCC=C)0O
CCCC(=0)OC[C@H](CN(CC=C)Ccl[nH]c(=0)c2c(c(sc2n1)C(=0)OC(C)C)C)O
CCCCC(=O)NC(C(F)(F)F)(C(F)(F)F)Nci1ccce(cel)S(=0)(=0O)Nc2c(con2)C
CCOclcee(cc1lOCC)C(=0)Ne2nne(s2)SCC(=0)Nc3ccec(c3)NC(=0)C
CCOclcec(cclOCC)NC(=0)COC(=0)[C@@H]([C@H](C)O)NS(=0)(=0)c2ccc(cc)C
CCOCCOclcee(ccl)C(=0O)NC(=S)Nc2ccececc2C(=0)Nce3ccec(c(c3)C)C
CCOclcec(ccl)NS(=0)(=0)c2cec(cc2)NC(=S)NC(=0)C0Oc3cccec(c3)C
clccc2e(cl)eccc20CC(=0)NNC(=S)NC(=0)CCCOc3ccc(cc3CICl
Cclccece(cl)c2nne(n2CC(=0)N)SCC(=0O)NCCC(c3cceccc3)cacececcs
CC(C)Oclcece(celBr)C(=0)NC(=S)Nc2ccecec2C(=0O)NCCCOoC
CCOCCOclcee(ccl)C(=0O)NC(=S)Nc2ccee(c2)C(=0)Nc3cecec(c3)Cl
CC(C)(C)clcece(cel)C(=0O)Nc2cec(cc2)NC(=S)NC(=0)c3ccc(ce3)OCCOC
CCCOclccee(ccl)C(=0O)NC(=S)NNC(=0)COc2ccc(cc2Br)CC
CC(C)CCOclcce(cel)C(=0O)NC(=S)NNC(=0)COc2ccc(cc2)Br
CCOclce(cc(c1lOCC)OCC)C(=0O)NC(=S)Nc2cec(cec2)Ce3c([nH]nc3C)C
CCCCOclcce(cclC(=0)NC(=S)NNC(=0)COc2ccccc2C)Br
CCCNC(=0)clcceccINC(=S)NC(=0)c2cc(ccc20CCOC)Br
CCCCC(=0)Nclcee(ccl)C(=0O)NNC(=0)COc2ccc(cc2Br)[C@H](C)CC
CCOclce(cc(c1lOCC)OCC)C(=0O)NC(=S)Nc2cee(cc2)NC(=0)c3ccco3
CCCCC(=0)Nclcee(ccl)C(=0)Nc2nnc(s2)CCNS(=0)(=0)c3ccce(cec3)C
CCCCnlc(c(c(=0)[nH]c1=0)N(CCOC)C(=0)COC(=0)c2cc(cnc2)Br)N




912 | CCCN(CCC)Cclc(nnnlc2c(non2)N)C(=0O)N/N=C/c3ccc(cc3[O-])N(CC)CC

913 | clcc(cececlCOc2ccc(02)/C=N/Nc3[nH]nc(n3)SCC(=0)Nc4ccce(ccd)[N+](=0)[O-])F

914 | C=CCnlc(nnc1SCC(=0)Nc2nnc(s2)SCC(=0)N)Cn3c4cceccc4nn3

915 | COC(=0)clcce(ccl)/C=N/Nc2[nH]nc(n2)SCCC(=0)Nc3cce(cc3)C(F)(F)F

916 | CCCCSclccececcINC(=0)CSc2ne([nH]N2)N/N=C/c3c4ccceccdccc30

917 | CCI[C@H](C)Scinnc(s1)/N=C(/CSc2nnc(n2N)N/N=C/c3c(nn(c3C)C(C)C)C)\[O-]

918 | CCCCScinnc(s1)/N=C(/CSc2nnc(n2N)N/N=C/c3cnn(c3)C(C)C)\[O-]

919 | CN(C)clece(cel)/C=N/Nc2[nH]nc(n2)SCC(=0)Nc3nnc(s3)SCCOC

920 | CCCCOclecec(c1)NC(=0)CSc2nc([nH]n2)N/N=C/c3ccec(c3CI)Cl

921 CC[C@H](C)Sclnnc(s1)/N=C(/CSc2nc([nH]n2)N/N=C/c3cccc(c30)OC)\[O-]

922 CCNS(=0)(=0)clccc(ccl)NC(=0)CSsc2ne([nH]n2)N/N=C/c3cc(ccc3[O-])OC

923 | CC(C)OC(=0)cic2¢(scINC(=0)CSc3nnc(n3CCC(=0)N)CACCA)CCCC2

924 CCCclccc(ccl)c2esc(n2)NC(=0)CSc3nnc(n3CCC(=0)N)c4cccod

925 CCclccecclNce2ne(nc(n2)N)CSc3nnc(n3CC=C)COc4cceccclF

CCCN(CCC)S(=0)(=0)clccc2e(cl)e(c[nH]2)/C=N\NC(=S)Nc3cccc(c3C)Cl
926 | c1cc(cec1C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)OCC(=0)N)CC[NH+](C)C)[0-])OCC=C

927 | cc(=0)clecc(ccl)NC(=S)N[C@@H](C(CI)(CCIHNC(=0)COc2ccc(cc2)OC

928 CCCCOclcceeclC(=0)NC(=S)NNC(=0)c2ccc(cc2)NC(=0)c3cceec3

929 Cclccec2ce(cl)occ2CC(=0)OCC(=0)N(CCOC)c3c(n(c(=0)[nH]c3=0)Cc4cccccd)N

930 | c[c@]12C[C@H]([C@@H]3[C@H]([C@@H]1CC[C@@]2(C(=0)COC(=0)CCC(=0)N[C@ @H](CC(=0)0)C(=0)[0-])0)CCC4=CC(=0)C=C[C@]34C)O

931 | ccOclecc(ccl)NC[C@H](COc2cec(ce2)OC[C@H](CNe3cce(cec3)OCC)0)0

932 | Cclee(nol)[N-]S(=0)(=0)c2ccc(cc2)NC(=0)CSe3nnc(n3CC=C)Cc4csc(nd)N
933 | CCOclce(ceccl10)/C=N/Nc2[nH]nc(n2)SCC(=0)NCc3ccee(c3)C(F)(F)F

934 | CC(C)(CNC(=S)Nclcce(cc1OC)OC)CNC(=S)Nc2cec(cc20C)0C

935 | Cclc(c(sc1C(=0)N)NC(=0)CSc2nnc(n2CC=C)c3cccc(c3)N(C)C)C(=0)0C

936 | clcc(cccINC(=S)Nc2ce(ce(c2)OCC(F)(F)F)OCC(F)(F)F)S(=0)(=0O)N

937 | CCclcc(c(s1)NC(=S)Nc2cee(cec2)S(=0)(=0)Nc3ce(nen3)OC)C(=0)0C

938 | COclcce(c(cl)/C=N/Nc2[nH]nc(n2)SCC(=0)Nc3nnc(s3)SCC=C)OC

939 | CCCCC/C=C\C/C=C\C=C\C=C\[C@ @H]([C@H](CCCC(=0)[0-])0)SC[C@ @H](C(=0)NCC(=0)[O-])[NH3+]

940 | clcc(ceclc2ece([n+](n2)CCCC(=0)[O-])N)NC(=S)Nc3cce(c(c3)C(=0)[O-])cdc5ecec(cecs5oc-6¢c(=0)ceccd6)O0

941 | CCN(CC)clcee(cecl)CNC(=0)/C=C(\C)/NNC(=0)COc2ccc(cc2C)Br

942 | clcc-2¢(cclS(=0)(=0O)N(CCO)CCO)C(=C(C#N)C#N)c3c2ccc(c3)S(=0)(=0O)N(CCO)CCO

943 | CC(C)Oclcce(cel)[C@]2(C(=O)N(C(=0)N2)CCCCCCNIC(=0)[C@](NC3=0)(C)c4cce(cc4)OC(C)C)C

944 | CC1=NC(=C)C([C@@H](C1C(=0)OCC[NH+](C)C)c2ceccc2[N+](=0)[0-])) C(=0)OCCNC(=0)c3cecec30

945 | CCOC(=0)Oc1c(ce(cc10C)C(=0)0[C@H]2C[C@@H]3CINH+]4CCc5ebecc(cc8nHIC5[C@ @HIACIC@ @H]3[C@@H](IC@@H]20C)C(=0)0C)0C)0C

946 | CCLC(=0)N(C(=0)N1CN2C(=0)N(C(=0)C2(C)C)CIC@@H](CNc3ceceed)0)CIC@@H](CNeacceeed)0)C

5471 CCINH+](CC)CCOC(=0)clcec(cc1)NC(=0)CCCN2C(=0)/C(=Cle3ceee(ce3)0C)/SC2=S

548 | CC(FO)C(=CINC(=C(C(=0)C)C(=0)OC(C)(C)CINC(=C(C(=0)C)C(=0)OC(C)(C)C)NL)C(=0)OC(C)(C)C
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Cclce(n[nH]1)NC(=0)CSc2nc3cesc3c(=0)n2CCCC(=0)NCCc4ccc(ccd)S(=0)(=0O)N
CCCCINH+](C)CCCN1[C@H]|([C@@]23C=C[C@@H](02)[C@@H]([C@@H]3C1=0)C(=0)Nc4cccc(c4)OC)C(=O)N[C@@H]5CCCC[C@@H]5C
COCCNC(=0)clccc2e(cl)nc(n(c2=0)Cc3ccco3)SCC(=0)Nc4dccc(cc40C)0C
clcc[nH+]c(c1)N2CC[NH+](CC2)C[C@H](COc3ccc(cc3)OC[C@@H](CN4CCN(CC4)c5cecec[nH+]5)0)0
Cclccc2cec(c(=0)[nH]c2c1C)C[NH+](CCc3cce(c(c3)OC)OC)CecdnnnndCCchccecch
Cclnc(c(cn1l)CN(/C(=C(/SS/C(=C(/N(C=0)Cc2c(nc(nc2)C)N)\C)/CCO)\CCO)/C)C=0)N
CCOclccececIN(CC(=0)Nc2cececc2C(=0)NCCOC)S(=0)(=0)c3cce(ce3)SC

CCCN(CCC)S(=0)(=0)clcce(cecl)C(=0)Nc2cece(cec2)S(=0)(=0)Nc3cec(ncn3)OC
CCOC(=0)C1=C(NC(=C([C@H]1c2ccccc2Cl)C(=0)OC)C)COCCNC(=0)c3cceecc3C(=0)[0-]
clcce(c(cl)C(=0)N[C@@H]2C=C(C[C@H]([C@@H]20C(=0O)NCCCI)OC(=O)NCCCI)C(=O)NCC(=O)N)Br
CC[C@H](C)/C=C(\C)/C=C/C1=CC2=C(C(=0)[C@@](C(=0)C2=CN1[C@@H](CCCNC(=[NH2+])N)C(=O)[O-])(C)OC(=0)C)CI
CCO[C@@H](C)SCC(=0O)NC[C@H](CCC(=0)0Oclc(c(cc(clF)F)F)F)NC(=O)CS[C@H](C)OCC
C/C=C(\C[C@H](N(Cclcnc(nc1lN)C)C=0)0)/SS/C(=C\C)/C[C@H](N(Cc2cnc(nc2N)C)C=0)0
C/C=C(/C[C@@H](N(Cclc[nH+]c(nc1N)C)C=0)O)\SS/C(=C/C)/C[C@ @H](N(Cc2cnc(nc2N)C)C=0)0
CC[NH+](CC)clccc2ce(cl)oc-3cc(=[N+](CC)CC)ccec3c2cicec(ccaS(=0)(=0)[0-])S(=0)(=0O)NCCSS(=0)(=0)C
Cnlc2ccc(cc2nclCNe3ccec(cc3)C(=[NH2+])N)C(=O)N(CCC(=0O)O[C@H4[C@@H]([C@H]([C@@H]([C@H](04)C(=0)[O-]))O)O)O)c5cceen5
CCCclc2c(c(=0)[nH]c(n2)c3cc(ccec30CC)S(=0)(=0)caccc(c(cd)c5[nH]c(=0)c6e(n5)c(nn6C)CCC)OCC)n(nl)C
CC(=0)O[C@@H]1[C@H]([C@@H](O[C@@H]([C@H]10C(=0)C)Oc2ccc3c(c2)CCcaccccc4dN3CCCINH2+]C)C(=0)OC)OC(=0)C
CC(=0)OC[Ce@@H]1[C@H]([C@@H]([C@@H](C@H](01)0[C@H]2[C@@H]([C@H](C[C@@H]([C@H]20CC=C)OC)CO)0)OC(=0)C)OC(=0)C)OC(=0)C
CCC1=C(C(=0)c2c(c(c(c(c20)CI)Cl)O)C1=0)O[C@H]3[C@@H]([C@H]([C@@H]([C@H](O3)COC(=0)C)OC(=0)C)OC(=0)C)OC(=0)C
CCCCCCCCCC/[NH+]=C/[C@]12CC[C@@H](C[C@]1(CC[C@@H]3[C@@H]2CC[C@]4([C@@]3(CC[C@@H]4C5=CC(=0)0OC5)0)C)O)0[C@@H]6C[C@@
Hl([C@@H]([C@@H](06)C)0)O
C[C@H]1C[C@]([C@@H](C[NH+]1C)C)(CCNC(=0)CCC(=0)OCC(=0)[C@]2(CC[C@@H]3[C@@]2(C[C@@H]([C@H]4[C@H]3CCC5=CC(=0)CC[C@]45C)
0)C)O)cbeec(cc6)0C
Cclc(c(c2c(c1OC(=0)C)C3=C(OCOC3=C(C2=0)C)/C(=C/C(=0)C)/C)O)NC(=0)/C(=C/C=C\[C@H](C)[C@H]([C@@H](C)[C@@H]4[C@@H](C@@H](C@@
HI([C@@H](04)0)C)0)C(=0)0OC)0)/C

Cclc(c(sc1C(=0)OC)NC(=0)CCCC(=0O)Nc2c(c(c(s2)C(=0)OC)C)C(=0)0C)C(=0)0C
CC[C@H](C)clcce(ccl)NC(=S)NNC(=0)CCCCC(=O)NNC(=S)Nc2ccc(cc2)[C@@H](C)CC
Cclc(c(sc1C(=0)OC(C)C)NC(=0)CCSCCC(=0)Nc2c(c(c(s2)C(=0)OC(C)C)C)C#N)C#N
CCOclcc(ccclOCC=C)[C@@H]2C(=C(C(=0O)N2CCCn3cc[nH+]c3)0O)C(=0)c4ccc5he(c4)OCCO5
CCCN(CCC)S(=0)(=0)c1cce(ccl)C(=0)Nc2cece(cc2)S(=0)(=0)/N=c\3/cc(nc([nH]3)OC)OC
CC1(Cc2c(c(sc2C(N1)(C)C)NC(=0)c3ccee(ce3)S(=0)(=0)N(CCOC)CCOC)C(=0)0C)C
CC[NH+](CC)Cclc(nnnlc2c(non2)N)C(=0O)N/N=C/c3cc(c(c(c3)Br)OCc4cccccdC)OC
CCN(CC)Cclc(nnnlc2c(non2)N)C(=0O)N/N=C/c3ccc(c(c3)OC)OC(=0)cdccc(ccs)Cl
CC(C)CCOclccee(cc1OC)[C@H]2C(=C(C(=0O)N2CCCn3cc[nH+]c3)0)C(=0)c4ccc5e(c4)OCCO5
COclccc2c(cl)/C(=NINC(=0)CCCCCCCCC(=0)N/N=C\3/c4cc(ccc4dNC3=0)OC)/C(=0O)N2
CCN(CC)S(=0)(=0)clcee(ccl)C(=0)NCc2nnc(n2c3cc(ccc30C)OC)SCC(=0)Nc4ccec(ccs)OC
clcc[nH+]c(c1)N2CCN(CC2)C[C@@H](COc3ccc(cc3)OC[C@@H](CN4CCN(CC4)c5cceen5)0)0




986

987

988

989

990

991

992

993

994

995

996

997

998

999

1000

1001

1002

1003

1004

1005

1006

1007

1008

1009

1010

1011

1012

1013

1014

1015

1016

1017

1018

1019

1020

1021

1022

clcnc(ncl)N2CCINH+](CC2)C[C@H](COc3ccc(cec3)OC[C@@H](CN4CCN(CC4)c5nceen5)0)0
CCOclccee(cel)n2¢(nnc2SCC(=0)Nc3nces3)CNC(=0)cdec(c(c(c4)0C)OC)0C
CCCCCCCCCCCCCCCCN(C)S(=0)(=0)clceece(cl)S(=0)(=0O)NNc2[n+](c3cc(cecec3s2)S(=0) (=0)[0-])C
C[C@H](COclcce(ccl)C(C)(C)c2ece(cc2)OC[C@H](C)OC[C@@H](COC(=0)C=C)O)OC[C@@H](COC(=0)C=C)O
CC(=0)OC[C@H|([C@]1(CCI[C@H|2[C@@]1(CC(=0)[C@@HB[C@@H]2CC[C@@H]4[C@@]3(CC[C@H](C4)O[C@H]5S[C@@H]([C@H](C@@H](C@@H]
(O5)C(=0)OC)OC(=0)C)OC(=0)C)OC(=0)C)C)C)O)O
CCOC(=0)CNC(=0)CCCCsclc2c([n-]en2)nc(n1)SCCCCC(=0O)NCC(=0)OCC
Cclc(scnl)/C=C\C2=C(N3[C@H]([C@H](C3=0)NC(=0)/C(=N/OC)/c4csc(n4)N)SC2)C(=0)OCOC(=0)C(C)(C)C
Cclc(ccccINC(=0)CCC(=0O)N/N=C/c2ccc(cc2)/C=N/NC(=0)CCC(=0)Nc3c(c(ccc3)Cl)C)CI
CCOCCCN([C@H](clcce(c(c1)OC)OC)C(=0O)NC(C)(C)C)C(=0O)c2c(c(ns2)C(=O)N)N
CCOC(=0)clc(c(scINC(=0)CSc2nnc(s2)NC(=0)CC(C)C)C(=0)OCC)C
CC[NH+](CC)CCOC(=0)clcce(ccl)NC(=0)CCN2C(=0)/C(=C\c3cce(cec3)0C)/SC2=0
CCOclce(cc(c10CC)OCC)C(=0)Nc2nnc(s2)SCC(=0)Nc3ccec(c3)C
CCOCCOclcee(ccl)C(=0O)NC(=S)NNC(=0)C0Oc2ccc(ccz2Br)C
CCCCNC(=0)clcececcINC(=0)c2ccc(cc2)C(=0)Nc3ceeccec3C(=0)NCCCC
CC(=O)NCCOc1cce(cc1OCCNC(=0)C)NS(=0)(=0)c2ccc(cc2)N3CCCC3=0
CCC(C)(C)NC(=0)[C@@H](c1cce(ccl)OC)N(CCCOCC)C(=0)CCC(=0)Nc2cc(on2)C
CC[C@H](c1nnnn1CC(=0)OCC)[NH+](Cc2ccc(cc2)OC)Cce3ccaccc(c(cd[nH]c3=0)C)C
CC[C@@H](c1nnnn1CC(=0)OCC)[NH+](Cc2cccecc20C)Ce3cc4c(cec(c4[nH]e3=0)C)C
COC(=0)Cnlc(=0)c(c(n(c1=0)Cc2ccccc2)N)C(=0)COC(=0)CCC(=0)c3cces3
CC[NH+](CC)CCN1[C@@H]([C@@H](C(=0)C1=0)C(=0)c2c(c([nH]c2C)C(=0)OC)C)c3ccc(cc3)C(=0)0C
CCOCCOclccec(cl)C(=0O)NC(=S)Nc2cce(cc2)S(=0)(=O)N(C)c3ccecce3
CCN(CC)S(=0)(=0)clccec2e(cl)nc(n2C)CCC(=0)OCC(=0)NC(=O)NCCC(C)C
CCCOC(=0)clcee(ccl)OCC(=0)NNC(=0)c2ccce(c(c2)Br)OCC(C)C
CCCOC(=0)C[C@H]1C(=0O)NCCN1C(=S)NC(=0)c2cc(ccc20CCOC)Br
CCI[NH+](CC)CCCN1[C@@H](/C(=C(/c2cce(cc2)OC(C)CI\0)/C(=0)C1=0)c3cce(c(c3)OC)0CC
COclccce(cecl)COc2ccec(02)/C=N/Nc3[nH]nc(n3)SCC(=0)Nc4ccee(c4)OC
COclcc(cec(cl)OC)NC(=0)CSc2nnc(n2N)N/N=C/c3cc(c(c(c3)OC)0C)0C
Cclc(c(n(n1)C(C)C)C)/C=N/Nc2[nH]nc(n2)SCC(=0O)Nc3nnc(s3)SCCOC
COclcc(ce(cl)OC)NC(=0)CCSc2ne([nH]N2)N/N=C/c3cc(c(c(c3)OC)OC)0C
Cclc(c(n(n1)C(C)C)C)/C=N/Nc2nnc(n2N)SCC(=0O)Nc3nnc(s3)SCCOC
COclcc(ce(c1OC)OC)NC(=0)CSc2nnc(n2N)N/N=C/c3ccc(cc3)C(=0)0C
CC[C@H](C)Sclnnc(s1)NC(=0)CSc2nc([nH]In2)N/N=C(\C)/c3ccc(c(c3)0OC)OC
Cclcce(nc(n1)N/C(=N/C(=S)Nc2cc(c(c(c2)OC)OC)OC)/NCCc3ccc(cc3)F)C
C1CS(=0)(=0)C[C@@H]1NCCOC(=O)NCCCCCCNC(=0O)OCCN[C@H]2CCS(=0)(=0)C2
CC[NH+](CC)CCN1[C@H](C(=C(C1=0)0O)C(=0)c2cnn(c2C)c3ccccc3)cdccec(c4)OCC=C
CCCOclccee(cclOCC)[C@H]2C(=C(C(=0O)N2CCC[NH+](C)C)0O)C(=0)c3c(ncd4n3cccc4)C
CCCCCCOclccc(ccl)[C@@H]2C(=C(C(=0O)N2CCC[NH+](C)C)0O)C(=0)c3c(nc4n3cccc4)C
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CCclnnc(s1)NC(=0)CCCCCN2C(=0)/C(=C\3/C(=O)N(C(=S)S3)CCCCCC(=0)Nc4nnc(s4)CC)/SC2=S
CCCCCCCCCcCcCCeeCCs(=0)(=0)c1cec(cciC(=0)[0-])S(=0)(=0O)NNc2[n+](c3ccecc3s2)C
CCCOclcece(ccl)C(=0)0c2cec(cc2)/C=N/NC(=0)C(=0)Nc3ccccc3C(=0)Nc4ccec(ccd)C
CC(=0)0[C@H]1[C@@H]([C@H](C[C@H]([C@@H]10C(=0)C)O[C@@H]2CC[C@@]3([C@@H](C2)CC[C@@H]4[C@@H]3C(=0)C[C@@]5([C@@H]4CC]
C@@H]5[C@@H](CO)O)C)C)C(=0)OC)OC(=0)C
CC(=0)O[C@@H]1[C@H]([C@H](O[C@@H]([C@H]10C(=0)C)OCC(=0)[C@]2(CC[C@H|3[C@@]2(C[C@@H]([C@@H]4[C@@H]3CCC5=CC(=0)C=C[C@
@]45C)0)C)0)C(=0)OC)OC(=0)C
Cclc(sc(nl)n2c(cc(n2)c3ccecce3)cdcececd)C(=0)/C=C(\C(=0O)Nc5ccecec5C(=0)C)/NNC(=0)c6ececc6S(=0)(=0O)N
CC(C)CN(C[C@@H]([C@@H](clcceecl)c2c(c3ccecc3o0c2=0)[0-])/C(=N/NC(=0)cdcccccdS(=0)(=0O)N)/C)CC(C)C
clcen2c(cl)nc(c(c2=0)/C=C\3/C(=0O)N(C(=S)S3)CCCCCCCCCCC(=0)[O-])NCCcOCCO
Cclc(ccccINC(=0)CCC(=0O)N/N=C\c2ccc(cc2)/C=N\NC(=0)CCC(=0)Nc3c(c(ccc3)CHC)CI
CCCNclc(c(=0)n2cceec2nl)/C=C\3/C(=O)N(C(=S)S3)C[C@@H]4CCCO4
Cclcc(c(nl[C@H]2CCS(=0)(=0)C2)C)C(=0)CSc3[nH]c(nn3)c4cces4
Cclc(cnnlc2cccec2)C(=O)NCCN3C(=0)/C(=Cl/cdccececd)/SC3=0
Cclc(c2c(cn1)CN(CC2)C(=0)c3ccec(c3)NACCCC4=0)CNC(=0)Cc5cesch
Cclc(c2c(cn1)CN(CC2)C(=0)c3csc(n3)SC)CNS(=0)(=0)c4cecsca
CN([C@H]1CCc2clccec2)C(=0)c3ccc(cc3)NC(=0)C[C@@H]4C(=0O)N=C(S4)N5CCCC5
clcc(ce(cl)S(=0)(=0)N2CCCC2)NC(=0)c3cce(cc3)S(=0)(=0)C(F)F
COC(=0O)C[C@H](clcce(ccl)CINC(=0)c2ccec(cc2)CN3C(=0)CCC3=0
Cclncecn1lCCC(=0)NCC2CCC(CC2)c3cc(cdccececcan3)C(=0)N(C)C
Cclccce(ncl)c2cecc3c(c2)C[C@@H](0O3)CNC(=0)CCN(C)[C@@H]4CCS(=0)(=0)C4

Cclc(cne(n1)C)C(=0)C2=C(C(=O)N([C@ @H]2c3cccc(c3)CI)CCCINH+](C)C)[O-]
clcc(c(cclS(=0)(=0)NC2CC2)C(=0O)N3CCN(CC3)CCN4CCCC4)Br
clcce(ce(cl)S(=0)(=0O)N2CCCC2)NC(=0O)CN3CCN(CC3)Cc4ccsc4




1171 | Cclc(sc2clc(=0)n(cn2)CCC(=0)NCc3ccc(o3)cdcsc(nd)C)C

1172 | Cnlcencl[C@@](CC(=O)N2CCCN(CC2)c3cee(cn3)C(F)(F)F)(C(F)(F)F)O

1173 | clcce(ccl)S(=0)(=0)N2CCN(CC2)Cc3nc4cce(cc4n3CCO)CI

1174 | clccec2e(c1)CCN2C(=0)CSc3cceccc3C(=0)NCc4nnc5n4CCC5

1175 | CCN(CC)C1=NC(=0)[C@ @H](S1)CC(=0)Nc2ccec(c2)C(=0)N(C)[C@@H](C)C3CC3

1176 | CCN1CCN(CC1)CCCNC(=0)c2cc(ccc2Cl)S(=0)(=0)N3CCSCC3

1177 | clcc(ceel/C=CI2\C(=0)N(C(=S)S2)CCCC(=0)N[C@H]3CS(=0)(=0)C=C3)F

1178 | Ccle(sc(n1)C)C(=0)C2=C(C(=0)N(IC@H]2c3ccccc30CC=C)CC[NH+](C)C)[O-]

1179 | €clc(sc(n1)C)C(=0)C2=C(C(=O)N([C@H]2c3ccc(cc3)N(C)C)CCCOC)O

1180 Cclc(sc(n1)C)C(=0)C2=C(C(=O)N([C@H]2c3cccs3)CCCndcc[nH+]c4)[O-]

1181 clcc(cc(cl)CI)N2CCN(CC2)Cc3nc(cs3)C(=0)NCc4ceenc4

s> | CCIC@@H](C)/C=CIC1=CC2=C(C(=0)[C@]3([C@ @H](C2=CO1)[C@@H](C(=0)03)C(=0)[C@@H](C)[C@@H](C)0)C)C!

a5 Cele(sc(nl)C)C(=0)C2=C(C(=0)N(IC@H]2c3ccee(c3)OCC=C)CCINH+](C)C)[0-]

184 | CLoc(sc1)C2=NN[C@@H](N2C3CC3)SCC(=0)C4=CC(=NC4)C(=O)NSCCCC5

C[C@H](Cnlccncl)NC(=0)c2ccec(c2)S(=0)(=0)N3CCc4c(ccs4)C3
1185 | cic@]1(CC1(CI)CI)C(=0)NCCS(=0)(=0)N2CCN(CC2)C(=0)[C@@]3(CC3(CNCNC

1186 | ¢1cc(cc(c1)BrNC(=0)COC2coc(cc2=0)CN3CCSCC3

1187 | cs(=0)(=0)clcce(cc1)NC(=0)CS(=0)(=0)Ce2ccee(c2)Br

1188 | cnicencl[C@@H](c2ccccc2N3CCN(CC3)Cedcee(c(c4)OC)OCCHT)O

1189 | c1cee(c(c1)CN(CCS(=0)(=0)N2CCNCC2)C(=0)Cc3cccs3)Cl

1190 | CN(C[C@H]1CC=C(S1)CI)C(=0)CCc2[nH]c(=0)c3cnn(c3n2)c4cccecd

1191 | clec(sc1)CNS(=0)(=0)c2ccc3c(c2)CCN3C(=0)CCC(=0)N4CCCC4
1192 | CCN1CCC[C@H]1CN(CC(=0)N2CCNCC2)S(=0)(=0)c3c(cc(cc3C)C)C

1193 | Cclcecec(cINC(=0)CN(C)C(=0)c2ccenc2SCce3c(noc3C)C)C

1194 | Cclc(nnnlc2cccc3c2CCN(C3)Ccaceencd)C(=0O)NCC(F)(F)F

1195 | CCN(CC)clcce(cc1)NC(=0)CCCN2C(=0)c3ccece3N4[C@@]2(CCC4=0)C

1196 | CclncenlC[C@@H](C)CNC(=0)CCn2cnc3ccc(cc3c2=0)Br

1197 | CCN1CCN(CCL[C@@H](C)CNc2c3c(c(sc3nc(n2)CN4CCOCC4)C)C

1198 | COC(=0)C[C@ @H](c1ccee(cl)Br)NC(=0)c2ccc(cc2)N3CCCCC3=0

1199 | Cnlc(c2ccc(cec2ncl=S)C(=0)N(CC[NH+](C)C)Cc3ccc(cc3F)F)[O-]

1200 | ¢lcc(ccclC(=0)N2CSC[C@H]2C(=0O)Nc3cen(n3)CCc4cencc4)Cl

1201 | CCnlcc(c(=0)c2clcec(c2)S(=0)(=0)N(C)C)C(=O)NCCc3ccc(ce3)Cl

1202 | €Cnlcc(c(=0)c2clcec(c2)S(=0)(=0)N(C)C)C(=O)NCCc3ccc(cc3)C

1203 Cl[C@@H](C(=O)Nclcce(c(cl)ChCl)Sc2c(on[n+]2c3ccce(cc3)OC)[0-]

1204 Cnlc(cc(=0)c(c1CN2CCc3ccccc3C2)O)CN4CCcehec(c(cc5C4)0C)0C

1205 CCC(=0O)NCc1nc2c(n1C)CN(CC2)S(=0)(=0)c3ccec(c3)C(F)(F)F

1206 Cclcec(c(nlc2cec(cc2)C#N)C)C(=0O)N(CCO)Cc3cc(ccc30C)0C

1557 | CCCCCCCCCCCCCC(=0)0[C@@HILIC@HI(C@12(C@@H](C=C(CIC@I3([C@H]2C=C(C3=0)C)0)CO)IC@HIMIC@@]L(CA(C)C)OC(=0)C)0)C




1208

1209

1210

1211

1212

1213

1214

1215

1216

1217

1218

1219

1220

1221

1222

1223

1224

1225

1226

1227

1228

1229

1230

1231

1232

1233

1234

1235

1236

1237

1238

1239

1240

1241

1242

1243

1244

CCOclce(cc(c1OCC)OCC)C(=0)Nc2cec(cc2NC(=0)c3cec(c(c(c3)OCC)0CcC)0Cce)C
Cclcee(cel)S(=0)(=0)n2ccc3c2cccc30CCOCCSCIC@H](C(=0)[O-]))NC(=0)0Cc(C)(C)C
CCCCCCCcCccCceeec(=0)0o[Cca@H]1[C@H]|([C@]2([C@@H](C=C(C[C@]3([C@H]2C=C(C3=0)C)OC)CO)[C@H4[C@@]1(C4(C)C)OC(=0)C)0O)C
CCclc(cc(c(c1CC(=0)N(CCOC)CCOC)C(=0)c2cee(c(c2)OC)OCCN3CCOCC3)[0-])O
CC[C@H](C)[C@H](C(=0)[O-])NC(=O)CCC(=0)OCC(=0)[C@]1(CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CCC4=CC(=0)CC[C@]34C)C)OC(=0)C
CCCCCC(=0O)OCC(=0)[C@]L([C@@H](C[C@@H]I2[C@@]1(C[C@@H]([C@]3([C@H]2CCC4=CC(=0)C=C[C@@]43C)F)OC(=0)CCCCC)C)C)O
CCclccec([nH+]c1)CCOc2cce(cc2)C[C@H](C(=0)[O-])SS[C@H](Cc3ccc(cc3)OCCc4ccc(cn4)CC)C(=0)[0-]
CCclccec([nH+]c1)CCOc2cce(cc2)C[C@H](C(=0)OCC)SS[C@H](Cc3cce(cec3)OCCce4cec(cn4)CC)C(=0)0CC
CCC/C(=N\[C@@H](C)CN/C(=C\1/C(=0O)CC([C@H](C1=0)C(=0)0C)(C)C)/CCC)/C2=C([C@@H](C(CC2=0)(C)C)C(=0)00)[0O-]
CCCCcCcCcceeeecececececcececeecec(=0)Neieen(c(=0)nl)[C@HZ[C@@H]([C@@H])([C@@H](02)CO)0)0
CCC/C(=C(/CC)\C(=0)CCC(=0O)N(Cclcccecel)Ce2cececc2)/NNC(=0)c3ccdcceeccacc30
CCclcce([nH+]c1)CCOc2ccc(cc2)c3cec(cecc30CCe4cec(cn4)CC)C[C@@H]5C(=0O)NC(=0)S5
CC(=0)0[C@@]1(CC[C@@H]2[C@@]1(CC[C@H]3[C@H]2CCC4=CC(=0)CC[C@]34C)C)C(=0)COC(=0)CCC(=O)N[C@H](CC(=0)[O-
NIC@@H]5CCOC(C5)(C)C

Cclc(cec2cloc(=0)cc2c3ccecc3)OC[C@H](CN(Cc4dceccod)ClC@ @H](COc5cccbe(cec(=0)oc6e5C)c7cececc7)0)0
C[C@H]1CCC(=[NH+]C1)[C@@H](C)[C@H]2[C@@H](C[C@H]3[C@@]2(CC[C@@HJ4[C@H]3CC=C5[C@@]4(CC[C@@H](C5)0[C@@H]6[C@@H]([C@H]
([C@@H]([C@H](0O6)COC(=0)C)OC(=0)C)OC(=0)C)OC(=0)C)C)C)OC(=0)C
Cclce(nc(n1)[N-1S(=0)(=0)c2cec(cc2)NC(=0)[C@@](C(F)(F)F)(OC([C@@](C(F)(F)F)(OC(C(C(F)(F)F)(F)F)(F)F)F)(F)F)F)C
clcce(ccl)C(=O)N[C@@H]2[C@H]([C@@H]([C@H](O[C@@H]20C(=0)c3cccce3)COC(=0)cdcccecd)OC(=0)c5ccecc5)OC(=0)cbececech
Cclce(cc(c1O)C(C)(C)C)CCC(=0)OCCOLCCOLCCOLC(=0)CCc2cc(c(c(c2)C(C)(C)C)O)C
CCCC[NH+](CCCC)CN1c2cce(cc2/C(=NINC(=0)COc3cc(ccc3C(C)C)C)/C1=0)Br
clccce(ccl)/C(=[NH+\CCC[NH+](CCC/[NH+]=C(/c2ccccc2)\c3cecccc30)CCC/N=C(/c4cccccd)\c5eccec50)/c6ceccecc60
CCOclccec(ceclC)e2ce(cn(n2)c3cecec3)/C=C\4/C(=0O)N(C(=S)S4)CCCCCccceee(=0)o
CCN(CC)clcce(ccl)/C=C(\C(=O)N/N=C/c2ccc(c(c2)OCC)OC(=0)c3ccecc3Cl)/NC(=0)cdcceccaCl
[HI/N=C\1/C(=Cl/c2cn(c3c2cccc3)CCOc4ccecccd[C@H](C)CC)/C(=0)N=C5N1N=C(S5)CCCCCCC
Cclce(c(c(c1S(=0)(=0)/N=C(/N)\NCCC[C@H](C(=0)On2c(=0)c3ccccec3nn2)NC(=0)OCC4c5hcceceh-c6edceecch)C)C)0C
CCOclce(cc(c10CC)OCC)C(=0)Nc2nnc(s2)SCC(=0)Nc3ccecc3C(F)(F)F
CCOclce(cc(c1lOCC)OCC)C(=0)Nc2nnc(s2)SCC(=0)Nc3cc(cee3CHC(F)(F)F
clcce2c(cl)/C(=C/3\C(=0O)N(C(=S)S3)CCCCCCCCCCC(=0)[O-])/C(=O)N2CC(=0O)Nc4ccc(cch)F
CC[NH+](CC)clcce(c(cl)OCc2ccc(cc2Cl)CI)/C=N/Nc3nc(nc(n3)Ncdccc(ccd)OC)NCch5eecob
CCCI/C(=N\OC(C(F)(F)F)(C(F)(F)F)NC(=0O)Nclcccc(cl)[C@@](C(=0)OCC)(C(F)(F)F)O)/CI
CCCCCCCCCCOclccee(ccl)C(=0)Nc2ecc3ce(c2)sc(n3)SCC(=O)NC[C@@H]4CCCO4
CCOclcee(cc1OCC)CCNS(=0)(=0)c2cc(cecc2C)ec3cdccecccdc(n[nH+]3)Ne5cec(cc5)0C
CCCCCCCCCC(=O)N(CCclcce(c(c1)OC)OC)CCC(=0O)Nc2nnc(s2)c3cec(cc3)Cl
CCOC(=0)[C@](clcce(ccl)NC(=0)N[C@@](C(=0)OCC)(C(F)(F)F)OCC(F)(F)F)(C(F)(F)F)O
clcc(ocl)c2ce(nc(n2)SCCC(=0)Nc3cc(ce(c3)OCC(F)(F)F)OCC(F)(F)F)C(F)(F)F
clcc2c(cenc2cc1CI)NCCCINH+]3CCN(CC3)CCCCCCC[NH+]4CCN(CC4)CCCNc5cenc6ee5cecc(c6)Cl
CCC(C)(C)clece(c(cl)C(C)(C)CC)OCCCC(=0)Nc2ccece(c(c2)N/C(=C(\C(=0)c3ccee(cec3)OC)/n4c(c[nH]c4=0)C(=0)OC(C)C)/[O-])OC




1245 | CCCCOclcee(cecl)C(=0)0c2ccc(cc2)/C=N/NC(=0)c3ccccc3[N-]S(=0)(=0)c4ccc(ccd)Cl

1246 | CCCCCCCCCCCC(=0)NCC(=0)N/N=C/clcce(c(c1)OC)OC(=0)c2ccc(cc2ChCl

1247 | CCOclcee(ccl)C(=0)0c2cec(cc20CC)/C=N/NC(=0)c3ccc(cc3)[N-]S(=0)(=0)c4ccc(ccd)Cl

1248 | Cclcc(ccclOCC(C)C)c2c(cn(n2)c3ccecce3)/C=C\4/C(=0)N(C(=S)S4)CCCCCCCCCCC(=0)0

1249 | CC(C)(C)CC(C)(C)clcee(ccl)OCCOc2ccc(cc2N)C(=0O)NCCNC(=0)c3ccc4dccececac30

1250 | CCCCCCCCCCcccceCOceicee(c(cl)S(=0)(=0)[N-]Nc2[n+](c3ccecee3s2)C)C(=0)[O-]

1251 | CC1([C@@H]2CC[C@]1([C@](IC@@H]20Cc3ccc(ce3)0C)(C=C[C@]4(COC(04)(C)C)[C@@H](C=C)OCc5ccc(cc5)0C)0)C=C)C

1755 | CCL(C@@H]2CC[C@]L([C@]([C@@H]20Cc3ccc(ce3)0C)(C=C[C@]4(COC(04)(C)C)[C@@H](C=C)OCc5cec(ce5)0C)0)/C=C\OCchecc(cc6)OC)C

1253 | CCCCOclece(cecl)C(=0)Oc2cec(cc20C)/C=N/NC(=0)COc3cc(c(cc3C(C)C)Br)C

1254 | COclecc(ccl)NC(=0)CN2c3ccece3/C(=C/A\C(=0)N(C(=S)S4)CCCCCCCCCCC(=0)[0-])/C2=0

1555 | CCCCCCCC[C@H](c1ecc2¢(c1)OCCOCCOC3ecc(cc30CCOCCO2)[C@H](CCCCCCCC)0)0

Loea | Celen(c(=0)[NH]c1=0)[C@H]2C[C@ @H]([C@H](02)COC(=0)OCIC@@H](C)c3ccece3[N+](=0)[0-)) O[P@ @](N(C(C)C)C(C)C)OCCTHN

1357 CCLen(c(=0)InHIc1=0)[C@H]2CIC@@H](IC@H](02)COC(=0)OCIC@@H](C)c3ccece3N+(=0)[O-O[P@I(N(C(C)C)C(C)C)OCCTHN

1258 CCCOclccee(cclOCC)/C=N/NC(=0)c2ccc(cc2)N(Ce3cecec3ChS(=0)(=0)C

1259 CC[C@H](C)clcce(ccl)OCCOc2cec(cc20CC)/C=N/NC(=0)CSc3nnc(s3)C
CCN(CC)clccce(ccl)n2ne3cec(c(cc3n2)NC(=0)c4cc(c(c(c4)OCC)OCC)OCC)C

1260 | ccoc(=0)cClC@@H](C(=0)OCC)NC(=0)clecc(ccl)NCe2ne3c(n2C)c(=0)n(c(=0)n3C)C

1261 | cCINH+](CC)CCN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2cce3c(c2)C[C@H](03)C)cacce(c(c4)OCC)OCC=C

1262 CC[C@@H](c1nnnn1Cc2ccco2)N(Cc3cceec30C)Ceéec5cec(cec5[nH]e4=0)0CC

1263 | ccicc(c(c(c1OC(=0)C)C)C)OC[C@H](CNCCNC(=0)c2ccc(c(c2)S(=0)(=0)N)ClO

1264 | CCN(CC)S(=0)(=0)clcce(ccl)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cec3)C(C)C)CCCOC)0

1265 | cCcCOclece(ccl)[C@@H]2C(=C(C(=0)N2CCC[NH+](CC)CC)[O-])C(=0)c3cnn(c3C)cacceecsd
1266 | CCN(CC)CCOC(=0)clcee(ccl)NC(=0)c2cc3c(nn(c3s2)C)cdcec(c(c4)OC)0C

1267 | CCCOclcec(ccl)C(=0)C2=C(C(=O)N([C@H]2c3ccee(c3)OCCC(C)C)CCCndcc[nH+]c4)[O-]

1268 | CCCOclcee(cc1OCC)[C@H]2C(=C(C(=0)N2CCCINH+](C)C)[0-])C(=0)c3c(ndcccc(c4n3)C)C

1269 | CCOclcc(ccclOCC=C)[C@@H]2C(=C(C(=O)N2CCC[NH+](C)C)[O-])C(=0)c3c(n4cccc(c4n3)C)C

1270 | CCCCCCOclecc(cc1OC)[C@H]2C(=C(C(=0)N2CCCINH+](C)C)[0-])C(=0)c3c(nc(s3)C)C

1271 | CC[NH+](CC)CCN1[C@@H](C(=C(C1=0)[0O-])C(=0)c2c(nc(s2)C)C)c3cee(c(c3)OC)OCCC(C)C

1272 | CCOclcec(ccl)CN(C[C@H]2CCCO2)[C@ @H](c3ccacc(ccca[nH]c3=0)C)c5nnnn5CCOC

1273 | CC[C@H](cInnnn1C[C@H]2CCCO2)N(Cc3cccecc30C)Ceéccesec(cee5[nH]c4=0)0CC

1274 | CCCN(CCC)S(=0)(=0)clcee(ccl)C(=0)N(CC[NH+](C)C)c2ne3c(ceece3s2)OCC

1275 | CC[NH+](CC)CCCN1[C@@H](C(=C(C1=0)[O-])C(=0)c2cnn(c2C)c3cccce3)c4ccec(cc4)OCC=C

1276 | CCOcleec(cel)CC(=0)NIN=CIC(=N/NC(=0)Cc2cce(cc2)OCC)[C@@H](C@@H(IC@@H](CO)0)0)[0-]

1277 C[NH+](C)CCCN(clnc2cc(cec2s1)OC)C(=0)c3cce(cecl3)S(=0)(=0)N(CC=C)CC=C

1278 CCN(CC)CCNcl1nc2c(n1C)c(=0)n(c(=0)n2C)CCOC(=0)c3cc(c(c(c3)0C)0C)0C

579 | CCOcleee(ce1)CC(=0)N/N=C/C(=N\NC(=0)Cc2cce(ce2)OCC)[C@HI(IC@@HI([C@@H](CO)0)0)[O-]

580 | CCOcleee(ccl)CC(=0)NIN=C/C(=NINC(=0)Cc2cee(cc2)OCC)[C@HI([C@HI([C@@H](CO)0)0)[O-]

1281 CCCCOclcce(cclOC)[C@@H]2c3c(n[nH]c3C(=0)N2CCCN4CCOCC4)c5ccce(cc5)0C




1282 | CCOclcc(cecclOC(=0)CCCOc2ccc(cc2)C(C)(C)C)/C=C(\C#N)/C(=0O)NCc3ccco3

1283 | CCOclccc2ce(cl)ce(c(=0)[NH]2)CN(Cc3ccecec30C)[C@H](c4nnnn4Cc5ccco5)C(C)C

1284 | Cclccc2cec(c(=0)[nH]c2¢c1)CN(CCc3cee(c(c3)0OC)OC)Cec4annnndCCcheeceech

1285 | CC[C@H](c1nnnn1Cc2ccco2)N(CCc3ccc(c(c3)OC)OC)Ccicchececc(cs5[nH]c4=0)C

1286 | CCOclcec(cc1OCC)CCNC(=S)N(Ce2cec(c(c(c2)OC)0C)OC)C[C@@H]3CCCO3

1287 | CCOC(=0)clcce(ccl)NC(=0)CSc2nnc(n2CC=C)CCCOc3ccc(cc3C)Cl

1288 | CCCN1c2cee(cc2/C(=N\O[C@ @H]3[C@H]([C@@H]([C@ @H]([C@ @H](03)COC(=0)C)OC(=0)C)OC(=0)C)NC(=0)C)/C1=0)C

1289 | CC(=O)N[C@@H]1[C@@H]([C@@H]([C@ @H](O[C@@H]10C(=0)COc2ccc(cc2Cl)Cl)COC(=0)C)OC(=0)C)OC(=0)C

1290 | CCCCN(CCCC)S(=0)(=0O)clcec(ccl)C(=0)Ne2nnc(o2)Ce3cec(cc3)SCC

1201 | CCOclec(ce(cL[O-)N+](=0)[0-))[C@@H]2C3=C(C[C@H]([C@@H](C3=0)C(=0)OC)C)NC(=C2C(=0)OCCSCC)C

1592 | CC1(CC(=0)[C@H](C(=0)[C@@H]1C(=0)OC)/C=N\CCCCCCN/C=C/2\C(=0)CC(IC@@H](C2=0)C(=0)OC)(C)C)C

1595 | [MN=C(NCCC[C@@H](C(=0)[0-])NC(=0)OC(C)(C)C)NS(=0)(=0)c1e(c(c2¢(c1C)CCC(02)(C)C)C)C

1294 [HY/N=C(/NCCC[C@ @H](C(=0O)[O-])NC(=0)OCC1c2cccccz-c3clccec3)\NS(=0)(=0)c4c(cc(c(c4C)C)OC)C

1205 CCN(CC)S(=0)(=0)clcce(ccl)NC(=0)COC(=0)Cc2ccc(cc2)OCc3c(noc3C)C

CC[NH+](CC)CCCN1[C@H](C(=C(C1=0)[0-])C(=0)c2ccc3e(c2)C[C@H](O3)C)ccce(c(c4)OCC)OCC=C
1296 | 1H/N=C\1/C(=C\c2cc(c(c(c2)OC)OCCOC3cccce3C)OC)/C(=0)N=CANIN=C(S4)CCCCC

1297 | cCCeN(C)S(=0)(=0)clece(cel)C(=0)Nc2nnc(02)c3ec(c(c(c3)OCC)OCC)OCC

1298 | cc(=0)N[C@@H]1[C@@H]([C@ @H]([C@@H](O[C@@H]10c2c3cccce3ccc2C(=0)0C)COC(=0)C)OC(=0)C)OC(=0)C

1299 | ccc(=0)Ne1nne(s1)SCe2cc(=0)c(co2)OC(=0)c3cc(c(c(c3)OCC)OCC)OCC

1300 | cce(ce)C(=0)Neinne(s1)SCe2ec(=0)c(co2)OC(=0)c3cce(c(c3)0OCC)OCC

1301 | CCOCCCN(CC(=0)N(Cclcececel)Ce2c(ces2)C)C(=0)Ne3cc(ce(c3)OC)0C

1302 | COCCN(CC(=0)N(CCclcce(c(c1)OC)OC)Ce2eces2)C(=0)Ne3ccee(c3)0C
1303 | CC(C)CCOclecc(cclOC)[C@H]2C(=C(C(=0)N2CCC[NH+](C)C)[O-])C(=0)c3cccac(c3)0OCCO4

1304 | COclccc(cecl)c2nne(n2¢3ccce(cc3)OC)SCC(=0)N/N=C/c4ccccc4dOCC(=0)[0-]

1305 | CCCOclcce(ccl)C(=0)O0c2ccc(cc2)/C=N/NC(=0)CSc3nnc(n3c4cccccd)C

1306 | Cclnce(n1lCCOC(=O)N[C@@H](C(CI)(CIHCI[NH+](Cc2ccceec2)Ce3ccecce3)[N+](=0)[0-]

1307 | CCOCCCN([C@H](clcce(ccl)O)C(=0)NC(C)(C)C)C(=0)Cn2nc(nn2)c3ccc(cc3)Cl

1308 | CCOclcec(ccl)CINH+](Cc2ccco2)[C@ @H](c3ccdcce(ccd[nH]c3=0)C)c5nnnn5CCOC

1309 | CCOC(=0)clccceccINC(=0)Cn2c3cccec3c(=0)n(c2=0)CCC(=0)NCc4cccccdOC

1310 | CC/C=C(\clcsc(n1)N)/C(=0)N[C@@H]2[C@H]3N(C2=0)C(=C(CS3)COC(=0)N)C(=0)OCOC(=0)C(C)(C)C

1311 | CCclcec(ccl)N([C@@H](c2ccc(cc2)OC)C(=O)NC(C)(C)CC)C(=0)CCC(=0O)Nc3ce(on3)C

1312 | CC[NH+](CC)CCCN1[C@@H](/C(=C(/c2cce(c(c2)Cl)OCC)\O)/C(=0)C1=0)c3cc(ccec30C)0C

1313 | CC(C)(C)NC(=0)clcec(ccl)NC(=0)CCCCCCCC(=0)Nc2cee(cec2)C(=0)NC(C)(C)C

1314 | CCCNIC(=0)c2¢([nH+]en2C[C@]1(C)C(=0)NCCC(C)C)C(=0)NCe3ee(c(c(c3)0C)0C)OC

1315 | CCINH+]1CCN(CC1)c2ccc(cc2CNC(=S)NC(=0)c3cc(c(c(c3)0CC)OCC)OCC

1316 | CCCCOCLeee(cc10C)[C@H]2C(=C(cece(ce3)0CC)0)C(=0)C(=0)N2CCCINH+](CC)CC

1317 | CCINH+](CC)CCNI[C@@H](/C(=C(/c2cce3c(c2)CIC@@H](03)C)\0)/C(=0)C1=0)cdcce(c(c4)OCC)OCC=C

1318 | CC(OCINC(=0)cLecee(CLNC(=0)CCCCCCCC(=0)Ne2ceee(c2)C(=0)NC(C)(C)C




1319

1320

1321

1322

1323

1324

1325

1326

1327

1328

1329

1330

1331

1332

1333

1334

1335

1336

1337

1338

1339

1340

1341

1342

1343

1344

1345

1346

1347

1348

1349

1350

1351

1352

1353

1354

1355

Cclce(c(c(c10C(=0)C)C)C)OC[C@H](C[NH2+]CCNC(=0)c2ccc(c(c2)S(=0)(=0O)N)CIO
Cclcee(ccl)C(=0)N/C(=C/c2cee(cc2)OCCOc3ccecc30C)/C(=0)NCCCINH+](C)C
CC(C)Cnlc(c(c(=0)[nH]c1=0)N(CC(C)C)C(=0O)CN(C)C(=0)COc2ccc(cc20C)C(=0)C)N
CCnlcc(c2clcecc2)/C=C(\C(=O)NCCCn3ccnc3)/NC(=0)c4cc(c(c(c4)OC)0C)0C
CC[NH+](CC)CCCNI1[C@H](C(=C(C1=0)0)C(=0)c2cnn(c2C)c3ccccce3)cdcecc(cd)OCC=C
CC[NH+]1CCN(CC1)c2c(c([nH+]n2c3cccec3)C)CN(CCCOC)C(=0)c4cc(cc(c4)0C)OC
CC[NH+](CC)CCN1[C@@H](C(=C(C1=0)0)C(=0)c2c(nc3n2cccc3)C)ciccec(c(c4)OCC)OCC=C
CCI[NH+](CC)CCN(CC(=0O)N1CCN(CC1)c2cce(n[nH+]2)c3cec(cc30C)OC)C(=0)COC
Cclc(c(n(nl)c2cccec2)Oc3cceccc30C)CINH+](CCOC)C[C@H](COCc4ccceccd)O
CC[C@@H](c1nnnn1C[C@H]2CCCO2)[NH+](CCc3ccce(c3)C)Ccelcecsec(cec5[nH]c4=0)OCC
CC[C@H](c1lnnnn1C[C@H]2CCCO2)[NH+](Cc3ccececc30C)Ceacchec(cecch[nH]c4=0)0CC
Cclccee(c1C)OCCCCn2c3ccecc3[nH+]c2CCNC(=0)c4cc(c(c(c4)OC)0C)0C
Cclccee(c(cl)C)OCCCCn2c3ccece3[nH+]c2CCNC(=0)c4cc(c(c(c4)OC)OC)0C
COclcce(cecl)OCCCCn2c3ccccc3[nH+]c2CCNC(=0)c4cc(c(c(c4)OC)OC)0C
C[C@H](c1l[nH+]c2ccecec2n1CCCCOc3cceccc30C)NC(=0)c4cec(c(c(c4)OC)OC)0C
CCCCOclcce(cclOCO)C@@H]2c3c([nH]nc3C(=0)N2CCCn4cc[nH+]c4)c5ccc(cc5)0C
CCOC(=0)Cnlc(nnnl)C[NH+](CCc2ccc(c(c2)OC)OC)Cc3ccicc(cecd[nH]c3=0)0C
CC(C)(C)nlc(nnnl)C[NH+](CCc2ccc(c(c2)OC)OC)Cc3ccicc(c(ccd[nH]c3=0)0C)OC
CC[C@H](c1nnnnl1Cc2ccco2)[NH+](CCc3cce(c(c3)OC)OC)Ceacc5ecc(ce5[nH]c4=0)C
CC[C@H](c1nnnnl1Cc2ccco2)[NH+](CCc3cce(c(c3)OC)OC)Ceacc5cecec(c5[nH]c4=0)C
CC/C=C(\clcsc(n1)N)/C(=O)N[C@@H]2[C@@H]3N(C2=0)C(=C(CS3)COC(=0O)N)C(=0)OCOC(=0)C(C)(C)C
Cclc(c([nH]c1C(=0)OC)C)C(=0)C2=C(C(=O)N([C@H]2c3cc(c(c(c3)OC)OC)OC)CCC[NH+](C)C)[O-]
CC1(CC(=0)C(=C([C@H]1C(=0)0OC)0O)/C=N/CCCCCCN/C=C/2\C(=O)CC([C@H](C2=0)C(=0)OC)(C)C)C
CC[C@@](C[NH+]1CCCCC1)(C(=O)NC(=O)NC(=0O)[C@](CC)(C[NH+]2CCCCC2)C(=0)0CC)C(=0)0oCC
CCCN(CCC)S(=0)(=0)clccec2e(cl)e(cn2CC)/C=N\NC(=S)Nc3ccecec30CC
Cclcee(c(c1)OCC(=0O)NNC(=0)CCCCCCCC(=0O)NNC(=0)COc2cc(ccc2C)C)C
Cclcccccl[NH+]2CCN(CC2)ClC@ @H](COc3ccc(cc3)OCIC@H](CN4ACC[NH+](CC4)c5eceecc5C)0)0
CCOC(=0)[C@](clcce(c(cl)C)N[C@ @H](c2ccc(cc2)OC)P(=0)(OCC)OCC)(C(F)(F)F)O
CCCCOclcce(ccl)C(=0O)NCc2nnc(n2c3ccecc3)SCC(=0)Ncdnnc(s4)C
CC(C)OCCCNC(=0)C(=0O)N/N=C/clccc(c(c1)OC)OCC(=0)Nc2cec(cc2ChClI
CCOclcce(ccl)CNe2ne(n(n2)S(=0)(=0)c3ccc(cec3)CI)NCceacec(ccd)OCC
clcce(ccl)N2CCN(CC2)C[C@@H](COc3ccec(cec3)OC[C@H](CN4CCN(CC4)c5ccecc5)0)0
CC[C@H](C(=O)NCclccencl)Sc2nc3cc(cece3c(=0)n2Cc4cccod)C(=0)NCCOC
CC[C@H](C(=O)NCclccc[nH+]c1)Sc2nc3cc(ccec3c(=0)n2Cc4cccod)C(=0)NCCOC
CCCCOclcce(ccl)C(=0)0c2cce(cc20C)/C=N/NC(=0O)CNC(=0)c3ccc(cc3)Cl
CCCCCCCCN1C(=0)/C(=C/c2c(nc3c(ccen3c2=0)C)NCCCn4cc[nH+]c4)/SC1=S
CCN(CC)CCCOclccee(cel)/C=C/C(=0O)Nc2cce(c(c2)Ne3ncec(n3)cdccencd)C
COclccee(cl)/C=N/NC(=0)CSc2nnc(n2CC=C)CNc3cccc4c3ccecs




1356

1357

1358

1359

1360

1361

1362

1363

1364

1365

1366

1367

1368

1369

1370

1371

1372

1373

1374

1375

1376

1377

1378

1379

1380

1381

1382

1383

1384

1385

1386

1387

1388

1389

1390

1391

1392

CCOclcc(cecclOC(=0)c2cee(cc2Cl)Cl)/C=N/NC(=S)Nc3cce(cc3)0C
CCN(CC)C(=0)clc(c(c(s1)NC(=S)N[C@@H](C)c2cce(cc2)C(C)(C)C)C(=0)0C)C
CCOclce(cc(c1OCC)OCC)C(=0O)NC(=S)Nc2ccece(c(c2)CI)N3CCCC3
CCOclce(cc(c1OCC)OCC)C(=0)NCC(=0O)N/N=C/c2ccc(cc2ChCl
CCCNcl1c2cnn(c2nc(n1)SCC)CCNC(=0)C(C)(C)Oc3ccce(ce3)Cl
CC(C)(C)cleee(c(c1l)NC(=0)COC(=0)CCNS(=0)(=0)c2ccc(cc2)CloC
CCCCOclcce(cclC(=0)NC(=S)Nc2ccee(c2)OC[C@@H]3CCCO3)Br
CC[C@H](C)Oclcee(ccl)NC(=S)NC(=0)c2cc(ccc20CCOC)Br
CCC[C@@H](C(=O)NC(C)(C)C)N(C[C@@H]1CCCO01)C(=0)CNS(=0)(=0)c2ccc(cc2)Cl
CCCCOclcce(cclBr)C(=0)NNC(=0)COc2cceccc2[C@@H](C)CC
CCCCOclcce(cclBr)C(=0O)NNC(=0)CCCOc2ccc(cc2CClI
CCCCCCOclcce(cclBr)C(=0O)NNC(=0)COc2ccccc2C(C)C
CCCCCCOclccce(cclBr)C(=0O)NNC(=0)COc2ccc(cc2)Cl
CCCCCCOclcce(cclC(=0O)NNC(=0)COc2ccc(cc2)ChBr
CCCCCCOclcce(cclC(=0O)NC(=S)Nc2cee(c(c2)[N+](=0)[O-DChBr
CCCCOclcce(cclC(=0O)NNC(=0)COc2cccecc2[C@@H](C)CC)Br
CC[C@@H](C)clcceeclOCC(=0O)NNC(=0)c2ccec(c(c2)Br)OCCOC
CCCCCCOclcee(ccl)C(=0O)NNC(=0)COc2ccc(cc2C(C)(C)C)Br
CCN(CC)C(=0)clccec(cl)NC(=S)NC(=0)c2cc(ccc20CCC(C)C)Br
CCCN(CCC)S(=0)(=0)clccec2e(cl)c(cn2C)/C=N/NC(=S)Nc3cccec3CC
CC[C@H](C)clcce(ccl)NC(=0)CCSsc2nnce(n2c3ccecc3)CNcedceccecd
CC[C@@H](C)NS(=0)(=0)clcce(ccl)NC(=0)Csc2nne(n2CC=C)C(F)(F)F
CCCCN(CC)C(=0)clce(cccIN2CCNCC2)NS(=0)(=0)c3ccec(cel3)cce
clcc(ceccl[C@@H]2CCC=C2)OC[C@H](CN3CCN(CC3)C[C@@H](COc4ccc(ccd)[C@@H]5CCC=C5)0)0
clcc(ceccl[C@@H]2CCC=C2)OC[C@ @H](CN3CCN(CC3)C[C@H](COc4ccc(ccd)[C@H]5CCC=C5)0)0O
CCC(C)(C)clcece(ccl)Oc2cec(cc2)NC(=0)COC(=0)CNC(=0)c3ccce(c(c3)C)C
CCCCCCC(=0O)N[C@@H]([C@@H](C)CC)C(=0O)Nclnnc(sl)c2ccee(c2)Br
CC(C)COC[C@H](C[NH+](Cclnc(c2c(csc2nl)c3cceccc30C)[0-])C4CCCCC4)0
CCCCNC(=0)[C@@H](clcc2cecec2c3clecce3)N(CCC)C(=0)CNC(=0)c4ccecc4d
CCCCNC(=0)[C@H](clcc2cceec2e3clecce3)N(CCC)C(=0)CNC(=0)c4cceccsd
CCCCCOclccc(ccl)[C@@H]2¢c3c(n[nH]c3C(=0)N2CCCOC)c4cc(cc(c40)C)C
CCCCCOclcccce(cl)[C@H]2¢c3c(n[nH]c3C(=0)N2CCCOC(C)C)c4icce(c(cc40)C)Cl
CCCCCOclcccce(cl)[C@H]2c3cec(cc30C(=C2C#N)N)OC(=0)COc4cccec(c4C)C
CCCCCOclccc(cc1OCl)[C@@H]2¢c3c(n[nH]c3C(=0)N2CC=C)c4c(cc(cc40)C)C
CCCCCOclccce(cc1OCC)[C@H]2c3c(n[nH]c3C(=0)N2CC=C)c4c(cc(cc40)C)C
CCOclcc(c(ccINC(=0)CCCOc2ccc(cc2)Cl)OCC)NC(=0)c3ccecec3
CCCCOclccec(cl)[C@H]2C(=C(Nc3n2nc(n3)SCCCC)C)C(=0O)Nc4ccceecs
CCclccee(cl)N/C(=N\C(=0)c2cce(c(c2)OCC)OCC)/NCe3c(nn(c3C)C)C




1393 | COclcee(c(cl)OC)NC(=S)Nc2ec(ce(c2)OCC(F)(F)F)OCC(F)(F)F

1394 | CCCCOclcee(ccl)NC(=0)CSc2ccc(cc2)NC(=0)c3c(cccc30C)0C

1395 | COC(=0)clccecccINC(=0)CSc2nnc(n2CC=C)CNc3cccc4c3ceccd

1396 | COclcce(c(cl)OC)NC(=S)NCCCn2c(c(c(n2)C(F)(F)F)Br)C3CC3

1397 | CCC[N+]1=C(S/C(=C/c2ccc(cc20OCC)[NH+](CC)CC)/C1=0)Nc3ccc(cc3)OCC

1398 | CCCCOclcce(cel)C(=0)Nc2ccce(cec2)c3nnc(n3C)SCC(=0)NC4CC4

1399 | CC(C)CCOclccee(cl)[C@@H]2¢3¢([nH]nc3C(=0)N2CCCOC(C)C)cacc(cecc4O)Cl

1400 | CCOclcec(cel)[C@QH](CCC(=0)N/N=C\c2cc(c(c(c2)Br)OCC=C)OC)O

1201 | €clec(ne(n1)NS(=0)(=0)c2cce(cc2)NC(=0)C(C(C(C(C(C(C(C(F)(F)F)(F)F)(FF)(F)F)(F)F)(F)F)(F)F)(F)F)C

1402 Cclccee(ccl)NC2=C(C(=0O)N(C2=0)CCCOC)Sc3ccc(cc3)NC(=0)CC(C)C

1403 COCCCN(Cc1[nH]c(=0)c2c(csc2nl)c3ccec(cc3)OC)C[C@H](Ccdcceccd)O

1404 CCOclcece(cecl)C(=0)0c2ccec(cc20CC)/C=N/NC(=0)CNC(=0)c3ccce(cc3)C

1405 CCN(CC)S(=0)(=0)c1ccec(cl)c2nne(n2N)SCC(=0)c3cc(n(c3C)CCOC)C

106 | CCOC(=0)[C@](C(F)(F)F)(NC(=0)Nclcee(cel)S(=0)(=0)Ne2cec(nn2)OC)OCC

CCclcce(ccl)OCC(=O)N[C@@H](C(CNH(CHCINC(=S)Nc2cce(cc2)C(=0)0C
1407 | ccon(ce)s(=0)(=0)clecc(ccl)C(=0)NCCn2c3c(cn2)c(ne(n3)SC)NCC(C)C

1408 CCOclccee(cel)C(=0)NCCn2cc(c3c2ccec3)SCC(=0)NcdcececcdOCC
1409 | cceecoclcec(cel)C(=0)OCC(=0)N(CCOC)c2¢c(n(c(=0)[nH]c2=0)CC(C)C)N

1410 | cccocicec(celBr)C(=0)NC(=S)Ne2cece(cc2)C(=0)NCCCOC

1411 | cceccoclcec(cc1C(=0)NC(=S)Nc2cce(ce2)C(=0)NCCOC)Br

1412 | cc[c@@H](C)cleee(ccl)OCC(=0)NNC(=S)NC(=0)CCCOc2ccc(cc2ClCl
1413 | cC[C@H](C)clcee(cc1)OCC(=0)NNC(=S)NC(=0)CCCOc2cce(cc2CCl

1414 | CCCNS(=0)(=0)clcec(ccl)NC(=S)NC(=0)CCCOc2ccc(cc2ClCl

1415 | CCCCCCOclcce(ccl)C(=O)NNC(=S)NC(=0)c2ccc(c(c2)Br)OC

1416 | CCCCCOclcece(ccl)C(=0O)NC(=S)Nc2cee(cec2)S(=0)(=0)N(C)c3cecec3

1417 | CCCCCOclccee(ccl)C(=0O)NC(=S)Nc2cee(cec2)S(=0)(=0)Nc3c(ceecec3C)C

1418 | CCCCCCOclccceclC(=0)Nc2ccec(cc2)S(=0)(=0)Nc3ee(nc(n3)OC)0C

1419 | CCCCCCOclccecclC(=0)NC(=S)NNC(=0)COc2ccc(cc2C)Br

1420 | CCCCCCOclcceecclC(=0)NC(=S)NNC(=0)COc2ccc(cc2)C(=0)0CCcC

1421 | CCCCCOclcceecclC(=0)NC(=S)Nc2cee(cc2)S(=0)(=0O)NC3CCCCC3

1422 | CCCCCOclceecclC(=0)NC(=S)Nc2cec(cec2)S(=0)(=O)N(CC)ec3ccecce3

1423 | CCCCCCOclcec(cclBr)C(=0)NC(=S)NNC(=0)COc2cccc(c2)C

1424 | €CCOclcec(cclC(=0)NC(=S)NNC(=0)COc2cce(cc2)[C@@H](C)CC)Br

1425 CCCC(=O)Nclcce(ccl)NC(=0)CCCCCCCC(=0)Nc2cee(cc2)NC(=0)CCC

1426 CCOclce(cc(c1OCC)OCC)C(=0O)NC(=S)Nc2cee(cc2)Ne3ceee(ce3)OC

1427 clcce(ccl)OCCOc2cccee(c2)C(=0)NC(=S)Nc3cce(cec3)C(=0O)NCc4ccco4d

1455 | CCCCINH+](CCCC)CCNC(=0)clce(ne2clee(ce2)S(=0)(=0)N3CCCCIC@@HIZ0)[0-]

1429 COclcc(cec(cl)OC)NC(=0)CCSc2nnc(n2CC=C)CNc3cccc4c3ceecd




1430

1431

1432

1433

1434

1435

1436

1437

1438

1439

1440

1441

1442

1443

1444

1445

1446

1447

1448

1449

1450

1451

1452

1453

1454

1455

1456

1457

1458

1459

1460

1461

1462

1463

1464

1465

1466

CC[C@@H](C)Sclnnc(s1)NC(=0)CSc2nc([nH]N2)N/N=C/c3ccc(cc3)C(=0)0C
CCN(CC)clcee(ccl)/C=N/Nc2[nH]nc(n2)SCC(=0O)NC(c3ccccec3)cdcceccd
COCCCN(Cc1[nH]c(=0)c2cc(c(cc2n1)OC)OC)Ce3[nH]c(=0)cdcce(c(cc4n3)OC)OC
CCCCOclcce(ccl)C(=0)N/C(=C/c2cce(cc2)N(C)C)/C(=0O)Nc3ccc(cec3)C(=0)0C
CCCCCCOclceceecclC(=0O)NC(=S)Nc2cece(cec2)S(=0)(=0)Nc3ceccee3
CCCCCNcic(c(=0)n2cc(cce2nl)C)/C=C/3\C(=O)N(C(=S)S3)CCCCCC(=0)O
CCCCCOclccce(cl)[C@@H]2c3cec(cc30C(=C2C#N)N)OC(=0)COc4cccccd0C
CCCCOclcce(cclOCC)[C@H]2¢c3c(n[nH]c3C(=0)N2CCCOC)c4cc(cc(c40)C)C
CCCOclccee(cclOCO)[C@@H]2¢c3c(n[nH]c3C(=0)N2CCCOC(C)C)c4acc(ce(c40)C)C
CCOclcc(ccclOCCC(C)C)[C@@H]2¢c3c(n[nH]c3C(=0)N2CCCOC)c4c(cc(ccd0)C)C
C=CCSclccceccINC(=0)CSc2ne([nHIn2)N/N=C/c3cccc(c3)Oc4cccecd
CC(C)OC(=0)clce(cc(cl)NC(=S)Nc2c(c3c(s2)CCCC3)C(=0)0C)C(=0)0C(C)C
CC(C)CSclnnc(s1)NC(=0)CSsc2nc([nHIN2)N/N=C/c3cc(ccc30C)0C
CCOclce(cc(c10CC)OCC)C(=0O)NC(=S)NCc2ccce(cc2)c3nciccecc4o3
CC[NH+](CC)clcce(ccl)/C=N/NC(=0)c2c(non2)C(=0O)N/N=C/c3ccc(cc3)N(CC)CC
CCCCCOclcce(cclOC)[C@H]2¢c3c(n[nH]c3C(=0)N2CCCOC)c4cc(ccc40)Cl
CCOclccc(ccl)[C@H](CCC(=0)N/N=C/c2cc(c(c(c2)Br)OCC#N)OCC)O
Cclc2c¢(=0)[nH]c(nc2sc1C(=0)OC(C)C)CN(CC=C)C[C@H](COc3ccc(cc3)CIHO
Cclc(c(n(nl)c2cceec2)O)C(=0)CCCCCCCCC(=0)c3c(nn(c30)cdccececd)C
CCOC[C@H](CN(CCN1ccocCc1)Cce2[nH]c(=0)c3c(csc3n2)cdccec(c4)OC)O
CC[NH+](CC)clcce(ccl)/C=N/NC(=0)c2ccc(02)C(=0)N/N=C\c3ccc(cc3)N(CC)CC
CCOclcee(cclOCC)C/IC(=N\OC(C(F)(F)F)(C(F)(F)F)NC(=0)c2ccec(c2)C)/N
CC[NH+](CC)clcce(ccl)/C=N\Nc2c(nc3cccecc3n2)N/N=C\cdcce(ccd)N(CC)CC
CC(=0O)0[C@H]1[C@H](O[C@@H]([C@@H]([C@@H]10C(=0)C)OC(=0)C)OC)COC(c2cccec)(c3ccecc3)caccececd
CCCCOclccc(ccl)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)c3nc(c(s3)C(=0)0OC)C)c4ccc(c(c4)0C)0C
CCOCCOC(=0O)C1l[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccc(c(c3)OC)OC)c4icc(c(ccaBr)OC)OC
CCOclcceecc2cIN(C(C3=C2C4(C(=C(S3)C(=0)0OC)C(=0)0OC)SC(=C(S4)C(=0)0OC)C(=0)OC)(C)C)C(=0)COc5heeeecs
CCOclcec2c(c1)C3=C(C(N2C(=0)COc4cce(ccd)F)(C)C)SC(=C(C35SC(=C(S5)C(=0)OC)C(=0)0C)C(=0)0C)C(=0)0C
CC(=0)OC[C@H]1[C@@H]([C@@H]([C@@H]([C@@H](01)SC2=N/C(=C\c3cccs3)/C(=0O)N2c4ccc(ccd)Cl)OC(=0)C)OC(=0)C)OC(=0)C
CC(=0O)OC[C@H]1[C@H]([C@@H]([C@@H]([C@@H](01)SC2=N/C(=C\c3cccs3)/C(=0)N2c4ccc(ccd)OC)OC(=0)C)OC(=0)C)OC(=0)C
C/C(=N\CCCCCCC/N=C(\C)/C1C(=0)OC(=N1)c2ccc(cc2)Cl)/C3C(=0)OC(=N3)c4ccc(cca)Cl
CCOCCOC(=0)C1l[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(c(c3)OC)OC)cacc(c(c(c4)Br)OC)OCC
CCSCCOC(=0)Cl[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(c(c3)OC)OC)c4cc(c(c(cd)Br)OC)OC
CCl=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(c(c3)OC)OC)c4cc(c(c(c4)Br)OC)OC)C(=0)OCCOC(C)C
CCOCCOC(=0)C1l[C@H](C2=C(C[C@@H](CC2=0)c3ccc(c(c3)OC)OC)N=C1C)c4cc(c(c(c4)Br)OC)OCC
CCOclcce(ccl)N(CC(=0)Nc2cee(cc2)S(=0)(=O)[N-]c3cece(ce3)Br)S(=0)(=0)c4dccec(ccd)SC
clcce(cecl)C(=0)COC(=0)Cn2c(=0)c3ccic(cc3c2=0)c(=0)n(c4=0)CC(=0)OCC(=0)c5ccceees
CCN(CC)CCN(clnc2ccee(cec2s1)OCC)C(=0)c3cec(cec3)S(=0)(=O)N(C)Cc4acceec4d




437

1467

1468

1469

1470

1471

1472

1473

1474

1475

1476

1477

1478

1479

1480

1481

1482

1483

1484

1485

1486

1487

1488

1489

1490

1491

1492

1493

1494

1495

1496

1497

1498

1499

1500

CCN(CC)CCN(c1nc2c(ccec2s1)OCC)C(=0)c3ccec(cec3)S(=0)(=0O)N(C)cdccececs
CCN(CC)CCN(c1nc2c(cce(c2s1)0C)0C)C(=0)c3ccc(cec3)S(=0)(=0)N(C)c4Cccccc4
CCO[P@](=0)(clccecel)c2ecccc20CCOCCOCCOc3cececc3[P@ @](=0)(c4cceecd)OCC
CCO[P@@](=0)(clccecel)c2ccccc20CCOCCOCCOc3ccccc3[P@](=0)(c4ceceec4)OCC
CC(=0)OC[C@@H]1l[C@H](C@@H]([C@H]([C@H](01)Oc2cc3c(cc2Cl)c(cc(=0)o3)cdccececcd)OC(=0)C)OC(=0)C)OC(=0)C
CC(=0)OC[C@@H]1[C@H]([C@@H]([C@@H]([C@H](01)0[C@@]2([C@@H]([C@@H]([C@@H](02)CCl)OC(=0)C)OC(=0)C)CCI)OC(=0)C)OC(=0)C)CI
CC(=0)OC[C@@H]l[C@H]([C@H]([C@@H]([C@@H](01)Oc2ccc(c(c2)[O-])C(=0)COc3ccce(cc3)F)OC(=0)C)OC(=0)C)OC(=0)C
CCCC(=0O)[C@H]1C(=CC([C@H](C1=0)C(=0)OC)(C)C)N2CCN(CC2)C3=C(C(=0)[C@@H](C(C3)(C)C)C(=0)OC)C(=0)CCC
CC(=0O)OC[C@H]1[C@@H]([C@@H]([C@@H]([C@@H](0O1)SCCOc2ccc(cc2)Br)OC(=0)C)OC(=0)C)OC(=0)C
CCCC(=0)[C@@H]1C(=CC([C@H](C1=0)C(=0)OC)(C)C)N2CCN(CC2)C3=CC([C@H](C(=0O)[C@H]3C(=0O)CCC)C(=0)0C)(C)C
clcec(ccl)C(=0)0O[C@H]2[C@@H]([C@H](O[C@H]([C@@H]20C(=0)c3ccccc3)OC(=0)c4dccececcd)C(=0)[0-])OC(=0)c5cecech
CCCN(CCC)S(=0)(=0)clcce(ccl)C(=0)O/N=C(\C)/c2cce(c(c2)CSc3cececn3)0C
C(CCI)OP(=0)(OCCCI)OCC(COP(=0O)(OCCCloCcccly(cenccl
CCl=C([C@@H](n2c(=0)/c(=C/c3ccc(c(c3)OC)OC(=0)C)/sc2=N1)c4dcce(c(c4)OC)OC(=0)C)C(=0)0CC(C)C
CCOclce(cc(c1OCC)OCC)C(=0)N(c2ceceen2)C(=0)c3cc(c(c(c3)0CcC)oce)oce
Cclcc(ccclOCC=C)C(=0)C2=C(C(=O)N([C@H]2c3ccc(cc3)OCC=C)canc(c(s4)C(=0)0OC)C)[0-]
CCOclce(cc(c1OCC)OCC)C(=0)/N=c/2\c(cc3c(n2CCCOC(C)C)ncdcceecndc3=0)C#N
CCOCCCn\1c2c(cc(/c1=N\C(=0)c3cc(c(c(c3)OCC)OCC)OCC)C(=0)OCC)c(=0)ndcceecan2
CCL([C@H](N(C(=O)N1CCCCC(=0O)N/N=C/c2ccc(c(c2)OC)OC)c3ccec(c3)CIIN(C(=0O)Ncacccec(c4)ClO-])C
CCOclccc2ce(cl)sc(n2)NI[C@@H](C(=C(C3=0)[0O-])C(=0)c4ccc5e(c4)OCCO5)c6ece(c(c6)OCC)OCCC(C)C
CCCOclcee(cclOCC)[C@H]2C(=C(C(=0O)N2c3nnc(s3)SCcaccccsedccech)[0O-])C(=0)cbeec7c(c6)OCCO7
CCCCCn\1c2c(cc(/c1=N\C(=0)c3cc(c(c(c3)OCC)OCC)OCC)C(=0)OCC)c(=0)n4ccec(can2)C
CCOclcc(ccclOCC=C)[C@@H]2C(=C(C(=0O)N2c3nnc(s3)SCc4acccccaF)[O-])C(=0)c5cccbe(c5)C[C@H](06)C
CCOclcc(cecclOCC=C)[C@@H]2C(=C(C(=0O)N2c3nnc(s3)SCc4ccc(ccd)C)[O-])C(=0)c5cecbe(c5)C[C@@H](06)C
CCOclccc2c(c1)C3=C(C(N2C(=0)c4cce(ccd)C(C)(C)C)(C)C)SC(=C(C35SC(=C(S5)C(=0)0OC)C(=0)0C)C(=0)0C)C(=0)0C
clcec(ccl)C/N=C(/[C@@H](C2=NC(N=C(02)c3ccco3)(C(F)(F)F)C(F)(F)F)C(C(F)(F)F)(C(F)(F)F)NC(=0)c4ccco4)\[O-]
CCnlcc(c(=0)c2c1lnc(nc2)N3CCN(CCI3)C(=S)Ncdc(c(c(s4)C(=0)OC(C)C)C)C(=0)OC(C)C)C(=0)[0O-]
COclcce(c(cl)OC)C(=0O)N(Cc2cce(c(c2)OS(=0)(=0)c3cccec(c3)C(F)(F)F)OC)Ccaccco4d
CCOCCCN(CC(=0)N(CclccenlCc2ceceec2)C3CCCCCI3)S(=0)(=0)caccecshedncecs
CCOCCCN(CC(=0)N(CCclcee(c(c1)OC)OC)Ce2ccces2)S(=0)(=0)c3ccec(ce3)Br
CC(=0)OC[C@@H]l[C@@H]|([C@@H]([C@@H]([C@@H](01)Oc2ccc3c(cc(=0)oc3c2)cdccecccd)OC(=0)C)OC(=0)C)OC(=0)C
CCCCOclcce(ccl)C(=0)C2=C(C(=O)N([C@ @H]2c3cc(c(c(c3)OC)OC)OC)c4nnc(s4)SCc5ccecc5CI[O-]
CCOclcc(ccclOC(=0)c2cee(cc2)OC)/C=N/NC(=0)c3ccc(cc3)[N-]S(=0)(=0)c4ccc(ccd)C
CCOclcce(ccl)C(=0)0c2ccc(cc20C)/C=N/NC(=0)c3ccc(cc3)[N-]S(=0)(=0)c4ccc(cca)Cl
CCN(CC)clcec(ccl)/C=c/2\c(=0)n3c(=NC(=C([C@H]3c4ccc(c(c4)OC)OC(=0)C)C(=0)OCC(C)C)C)s2
CC1(CN=C(S1)N2CC[NH+](CC2)C[C@@H](COc3ccc(cc3)OCIC@H](CINH+]4CCN(CC4)C5=NCC(S5)(C)C)0)0)C




