Supplemental Table 1: The chemical compounds with reported subcellular localization site in the endo-lysosomes.
References information is available in Supplemental Table 10. Structure is presented as the Simplified Molecular Input

Line Entry Specification string of the major microspecies at pH 7.4, as calculated by ChemAxon.

Name: Ammonia Name: Diethylamine

Method: Pharmacological Effect Method: Pharmacological Effect
References: 1 References: 1

Structure: [NH4+] Structure: CC[NH2+]CC

Name: Methylamine Name: Isobutylamine

Method: Pharmacological Effect Method: Pharmacological Effect
References: 1 References: 1

Structure: C[NH3+] Structure: CC(C)C[NH3+]

Name: Dimethylamine Name: S-butylamine

Method: Pharmacological Effect Method: Pharmacological Effect
References: 1 References: 1

Structure: C[NH2+]C Structure: CCC(O)[NH3+]

Name: Ethylamine Name: T-butylamine

Method: Pharmacological Effect Method: Pharmacological Effect
References: 1 References: 1

Structure: CC[NH3+] Structure: CC(C)(C)[NH3+]
Name: Isopropylamine Name: 1,2-Diaminopropane
Method: Pharmacological Effect Method: Pharmacological Effect
References: 1 References: 1

Structure: CC(C)[NH3+] Structure: CC(INH3+])CN

Name: Propylamine Name: 2-Methylaminoethanol
Method: Pharmacological Effect Method: Pharmacological Effect
References: 1 References: 1

Structure: CCC[NH3+] Structure: C[NH2+]CCO

Name: Trimethylamine Name: Isopropanolamine
Method: Pharmacological Effect Method: Pharmacological Effect
References: 1 References: 1

Structure: C[NH+](C)C Structure: CC(O)C[NH3+]

Name: Ethylenediamine Name: Pentylamine

Method: Pharmacological Effect Method: Pharmacological Effect
References: 1 References: 1

Structure: NCC[NH3+] Structure: CCCCCI[NH3+]

Name: Ethanolamine; 2-aminoethanol Name: N,N-Dimethylethylenediamine
Method: Pharmacological Effect Method: Pharmacological Effect
References: 1 References: 1

Structure: [NH3+]CCO Structure: CNCC[NH2+]C

Name: Imidazole Name: 2-amino-1-butanol
Method: Pharmacological Effect Method: Pharmacological Effect
References: 1,229 References: 1

Structure: clc[nH]cnl Structure: CCC(INH3+])CO
Name: Butylamine Name: 2-amino-2-methyl-1-propanol
Method: Pharmacological Effect Method: Pharmacological Effect
References: 1 References: 1

Structure: CCCC[NH3+] Structure: CC(C)(INH3+DHCO
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Name: 2-Dimethylaminoethanol
Method: Pharmacological Effect Name: Dibutylamine
References: 1 Method: Pharmacological Effect
Structure: C[NH+](C)CCO References: 1
Structure: CCCC[NH2+]CCCC
Name: 4-amino-1-butanol
Method: Pharmacological Effect Name: Triethanolamine
References: 1 Method: Pharmacological Effect
Structure: [NH3+]CCCCO References: 1
Structure: OCC[NH+](CCO)CCO
Name: Hexylamine
Method: Pharmacological Effect Name: Phentermine
References: 1 Method: Pharmacological Effect
Structure: CCCCCCINH3+] References: 6,512
Structure: CC(C)(INH3+])Cclccececl
Name: Triethylamine
Method: Pharmacological Effect Name: Chlorphentermine
References: 1 Method: Pharmacological Effect
Structure: CC[NH+](CC)CC References: 6,512
Structure: CC(C)(INH3+])Cclcce(Clecl
Name: 3-Dimethylamino-1-propylamine
Method: Pharmacological Effect Name: Fenfluramine
References: 1 Method: Pharmacological Effect
Structure: C[NH+](C)CCC[NH3+] References: 6,516
Structure: CCC(C)(INH3+])Cclcee(ce)CE)(F)F
Name: 3-Dimethylamino-1-propanol
Method: Pharmacological Effect Name: Alprenolol
References: 1 Method: Uptake/Binding
Structure: C[NH+](C)CCCO References: 3
Structure: CC(C)[NH2+]CC(0O)COclcceeclCC=C
Name: 2-Amino-2-methyl-1,3-propanediol
Method: Pharmacological Effect Name: Propranolol
References: 1 Method: Uptake/Binding
Structure: CC(INH3+])(CO)CO References: 3,4,6
Structure: CC(C)[NH2+]CC(O)COclccec2eccecl2
Name: beta-Dimethylaminoethylchloride
Method: Pharmacological Effect Name: Nortriptyline
References: 1 Method: Pharmacological Effect
Structure: C[NH+](C)CCCl References: 6,522
Structure: C[NH2+]CCC=C1c2ccccc2CCc2cccecl?2
Name: N,N-Diethylaminoethylamine
Method: Pharmacological Effect Name: Mianserin
References: 1 Method: Pharmacological Effect
Structure: CC[NH+](CC)CCN References: 6,510
Structure: C[NH+]1CCN2C(C1)clccceclCeleccec21
Name: 2-(diethylamino)ethanol
Method: Pharmacological Effect Name: Amitriptyline
References: 1 Method: Pharmacological Effect
Structure: CC[NH+](CC)CCO References: 6,512
Structure: C[NH+](C)CCC=Cl1c2ccccc2CCc2cccccl?2
Name: 2-Dimethylamino-2-methyl-1-propanol
Method: Pharmacological Effect Name: Maprotiline
References: 1 Method: Pharmacological Effect
Structure: C[NH+](C)C(C)(O)CO References: 6,523
Structure: C[NH2+]CCCC12CCC(c3cccecl3)clcccec2l
Name: N,N-Dimethyl-3-chloropropylamine
Method: Pharmacological Effect Name: Perhexiline
References: 1 Method: Pharmacological Effect
Structure: C[NH+](C)CCCCl1 References: 2,6,510




Structure: C1CCC(CCI1)C(CCICCCCINH2+]1)C1CCC References: 45
’ CC1 ) CC[NH+](CCO)CCCC(C)Nclcc[nH+]c2cc(C
Structure:
Dcecl2
Name: Promazine
Method: Uptake/Binding Name: L7534; LysoTracker® Green DND-153
References: 6, 175 Method: Fluorescence Microscopy
Structure: C[NH+](C)CCCNI1c2cceec2Sc2ceccecl? References: 663
Structure: C[NH+](C)CCNCclcce2-
Name: Iprindole ) c3ncdcccccdn3C(=0)c3ceeclc23
Method: Pharmacological Effect
References: 6,512 Name: Indomethacin
Structure: C[NH+](C)CCCn1c2CCCCCCc2c2cccccl? Method: Fluorescence Microscopy
References: 127
Name: Cyanopindolol Structure: COclcee2n(C(=0)c3ccc(Chee3)e(C)e(CC([O
Method: Uptake/Binding ) -)=0)c2cl1
References: 3
Structure: CC(C)(O)[NH2+]CC(0)COclccec2[nH]e(ccl Name: 11 _
) 2)C#N Method: Uptake/Binding
References: 7
Name: N3246; Neutral red Structure: CC(C)C(C(=0O)[N-]C#N)clccee(cl)-
Method: Fluorescence Microscopy ) clcec(ccl)N1CC[NH2+]CC1
References: 583
Structure: CN(C)clcee2ne3ee(C)ec(N)ee3nc2el Name: L7545; LysoTracker® Yellow/Blue DND-160
Method: Fluorescence Microscopy
Name: Noxiptiline References: 654
Method: Pharmacological Effect St . C[NH+](C)CCNC(=0)COclccc(ccl)-
ructure:
References: 6,512 clenc(ol)-clcencel
Structure: C[NH+](C)CCON=Clc2ccccc2CCc2cccccl?2
Name: Thioridazine
Name: Chlorcyclizine Method: Uptake/Binding
Method: Pharmacological Effect References: 6, 175, 510
References: 2,6, 718 Structure: CSclccec2Sc3ccccc3N(CCC3CCCCINH+]3C)
Structure: C[NH+]1CCN(CC1)C(clceceel)elece(Cl)ecl i c2cl
Name: Biperiden Name: Tamoxifen
Method: Uptake/Binding Method: Pharmacological Effect
References: 5 References: 2, 6, 510
OC(CC[NH+]1CCCCCI)(C1CC2CcCICc=C2 . CC\C(cleceeel)=C(/clceccel)elecc(OCCIN
Structure: clcgccc[l ] X ) Structure: H+](C)C)ccl
Name: Clomipramine Name: L.7533; LysoTracker® Blue DND-167
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 6, 522 References: 655
Structure: C[NH+](C)CCCN1c2ccccc2CCe2ecc(Clycel2 Structure: CIC[NH+](CCOI)Cclc2ceceec2e(CINH+]2C
COCC2)c2cccccl?2
Name: Chloroquine
Method: Pharmacological Effect Name: Mefloquine
References: 673 Method: Fluorescence Microscopy
Structure: CC[NH+](CC)CCCC(C)Nclce[nH+]c2cc(Cl) References: 529, 530
) cecl2 Structure: OC(CI1CCCCI[NH2+]1)clcc(nc2c(ccccl2)C(F
BB CEEF
Name: D113; 5-dimethylaminonaphthalene-1-(N-(5-
) aminopentyl))sulfonamide (dansyl cadaverine) D1552; N-(3-((2,4-
Method: Fluorescence Microscopy Name: din.itrophenyl)amino)prgpy])-.N-(3- .
References: 51 aminopropyl)methylamine, dihydrochloride
—O)(= DAMP
Structure: I(\:]E(?S_)]CICCCCZC(CCCCIZ)S( 0)(=0)NCCCCC] Netod. o
References: 598
Name: Hydroxychloroquine Structure: C[NH+](CCC[NH3+])CCCNclccc(ccIN(=0)
Method: Fluorescence Microscopy =ON(=0)=0




CC[NH+](CC)CCOclccc(cc1)C(O)(Celeee(

. D10460; Dapoxyl® (2- Structure: Cl)ccl)cleec(C)ecl
Name: . .
aminoethyl)sulfonamide
Method: Fluorescence Microscopy Name: 1
References: 682 Method: Fluorescence Microscopy
Structure: CN(C)clccece(ecl)-clenc(ol)- References: 7
’ clcee(cel)S(=0)(=O)NCC[NH3+] CNICCN(CCl)clnc(csl)-
Structure: clcee(cel)C(=0O)NCI1(CCCCCHC(=0)[N-
Name: L7535; LysoTracker® Green DND-189 JC#N
Method: Fluorescence Microscopy
References: 352 Name: Verapamil
Structure: 0=Clc2cccc3c(NCCN4CCOCC4)ccec(- Method: Uptake/Binding
’ c4ncScececSnl14)c23 References: 5
Structure: COclccc(CCINH+](C)CCCC(CH#N)(C(O)CO)c
Name: L7526; LysoTracker® Green DND-26 ) 2¢ccc(0C)c(0C)c2)cc10C
Method: Fluorescence Microscopy
References: 500, 584 Name: 10
Structure: C[NH+](C)CCNC(=0)CCCI1=[N+]2C(C=C1) Method: Uptake/Binding
) =Cclc(C)ec(C)nl[B-12(F)F References: 7
CCC[NH+]1CCN(CCl)clnc(csl)-
Name: 1.7528; LysoTracker® Red DND-99 Structure: clecee(ecl)C(=0)NC1(CCCCC1)C(=0)[N-
Method: Fluorescence Microscopy JC#N
References: 584
Structure: C[NH+](C)CCNC(=0)CCCI1=[N+]2C(C=C1) Name: F7030; FUN® 1
) =Cclcce(-c3ccc[nH]3)n1[B-]2(F)F Method: Fluorescence Microscopy
References: 606
Name: Mepacrine; Quinacrine Structure: C[n+]1c(sc2cccec12)\C=C1/C=C(Cl)N(c2ccc
Method: Fluorescence Microscopy ) cc2)c2ceccecl2
References: 6,127,510
CC[NH+](CC)CCCC(C)Ncl1c2ccc(Clycc2[nH T3166; N-(3-triethylammoniumpropyl)-4-(6-
Structure:
+]c2ccc(OC)ccl?2 Name: (4.- . . o
(diethylamino)phenyl)hexatrienyl)pyridinium
Name: Trifluoperazine dibromide FM® 4-64
Method: Uptake/Binding Method: NA
References: 5 References:  Invi
Structure: CNI1CC[NH+](CCCN2c3cceec3Sc3cec(ce23) Structure: CCN(CC)clece(cc)\C=C\C=C\C=C\clcc[n+
) C(F)(F)F)CC1 J(CCCIN+(CCYN(CO)CC)ecl
Name: Disobutamide Name: Desethylamiodarone
Method: Cell Fractionation Method: Cell Fractionation
References: 6,513 References: 6, 24,521
CC(C)[NH+](CCC(CC[NH+]1CCCCC1)(C ) CCCCcloc2cccec2c1C(=0)clcc(I)c(OCCIN
Stewre: 010 e OGO “ SN H4)CO)e(l)el
Name: Tilorone; [2,7-bis-[2- Name: Amiodarone .
) (diethylamino)ethoxy]fluoren-9 Method: Pharmacological Effect
Method: Fluorescence Microscopy References: 2, 6, 24,42, 510
References: 6,517,518 Structure: CCCCcloc2cccec2c1C(=0)clcc(I)c(OCCIN
Structure: CC[NH+](CC)CCOclccc- H+](CO)CC)c(Del
’ 2¢(c1)C(=0)c1cc(OCCINH+](CC)CC)cce-21
N3524; 6-((N-(7-nitrobenz-2-oxa-1,3- diazol-
Name: Diltiazem Name: 4-yl)amino)hexanoyl)sphingosyl
Method: Uptake/Binding phosphocholineNBD C6-sphingomyelin
References: 5 Method: Fluorescence Microscopy
Structure: COclcee(cel)C1Sc2ceccc2N(CCINH+](C)C) References: 636
: C(=0)C10C(C)=0 CCCCCCCCCceec\e=C\co)c(cop(o-
Structure: D(=0)OCC[N+](C)(C)C)NC(=0)CCCCCNcl
Name: Triparanol cee(c2noncl12)N(=0)=0
Method: Pharmacological Effect
References: 6, 520 Name: Azithromycin




Method:

Cell Fractionation

References: 162 Name: Uroporphyrin I
CCCI10C(=0)C(O)c(oCc2cc(o)(oo)co)c( Method: Fluorescence Microscopy
Structure: C)02)C(C)C(OC20C(C)CC(C20)[NH+](C) References: 127
C)C(C)(O)CC(C)CINH+](CO)C(O)C(O)CI(C) [O-]C(=0)CCclc(CC([O-
O 1D=0)c2cc3[nH]c(cc4[nH]c(ccSnc(cc1n2)c(C
Structure: C([O-)D=0)c5CCC([O-D=0)c(CC([O-
Name: Netilmicin 1)=0)c4CCC([O-])=0)c(CC([O-
Method: Pharmacological Effect =0)c3CCC([O-])=0
References: 23
CC[NH2+]C1CC([NH3+])C(OC20C(C[NH3 Name: Amantadine
Structure: +])=CCC2[NH3+])C(O)C10C10CC(C)(O)C( Method: Pharmacological Effect
[NH2+]C)C10 References: 5, 229
Structure: [NH3+]C12CC3CC(CC(C3)C1)C2
Name: 3-Aminopropanal
Method: Fluorescence Microscopy Name: Atropine
References: 11 Method: Pharmacological Effect
Structure: [NH3+]CCC=0 References: 5,229
' _ Structure: C[NH+]1C2CCCI1CC(C2)OC(=0)C(CO)clcc
Name: Stilbamidine ccel
Method: Fluorescence Microscopy
References: 127 Name: LCL284
Structure: NC(=[NH2+])c1cce(ccI )\C=C\clcce(ccl)C(N Method: Pharmacological Effect
’ )=[NH2+] References: 13
' ' Structure: CCCCCCCCCCCCCCINH2+]C(C)C(O)clcce
Name: Hydroxystilbamide cccl
Method: Fluorescence Microscopy
References: 127 Name: LCL204
Structure: NC(=[NH2+])C1=CC(=0)C(/C=C1)=C/C=C Method: Pharmacological Effect
’ 1C=CC(C=C1)=C(N)N References: 13
Structure: CCCCCCCCCCCCCC[NH2+]C(CO)C(O)clc
Name: Antrycide ) cc(cc1)N(=0)=0
Method: Fluorescence Microscopy
References: 127 MSDH; O-methyl-serine dodecylamine
Name: .
Structure: CNI1C(C)=CC(=[NH2+])c2cc(Nec3ce(C)[n+]( hydrochlorlde.:
C)c(N)n3)cccl?2 Method: Pharmacological Effect
References: 44, 46
Name: Dexamethasone Structure: CCCCCCCCCCCCNC(=0)C(INH3+])COC
Method: Fluorescence Microscopy
References: 127 Name: Serine Dodecylamide; SDA
Structure: CCI1CC2C3CCC4=CC(=0)C=CC4(C)C3(F)C Method: Pharmacological Effect
’ (O)CC2(O)C1(O)C(=0)CO References: 46
Structure: CCCCCCCCCCCCNC(=O)C([NH3+])CO
Name: Eosin
Method: Fluorescence Microscopy Name: N-dodecylimidazole
References: 127 Method: Pharmacological Effect
[O- References: 46
Structure: 1C(=0)cleccec1C1=C2C=C(Br)C(=0)C(Br)= Structure: CCCCCCCCCCCCnlcencl
C20c2c¢(Br)c([O-])c(Br)ccl?2
Name: Dansylamylamine; MDH
Name: Anthracene Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 62
References: 127 Structure: CCCCCNS(=0)(=0)c1ccec2e(cecc12)N(C)C
Structure: C1=CC2=CC3=C(C=CC=C3)C=C2C=Cl1
Name: D-tubocurarine
Name: Vitamin A Method: Cell Fractionation
Method: Fluorescence Microscopy References: 73
References: 127 COc1cc2CCINH+](C)C3Cc4ccc(Oc5c(0)c(O
Structure: CCAC=C\C=C(C)\C=C\C1=C(O)cceciioce Structure: C)cc6CCIN+](C)(C)C(CcTeec(0)c(Oclce23)

)=C/CO

c7)c56)ccd




Method:

Fluorescence Microscopy

Name: PPC; Pyridinium Zn (II) phthalocyanine References: 101
Method: Fluorescence Microscopy ) CC(CN1c2cccec2Sc2cecc(cc12)C#N)CINH+](
Structure:
References: 87 C)C
C(clcec2e3nc(nedn5[Zn]n6¢(nc7nc(neScScc(
Structure: C[n+]8ccccc8)cccdS)cdece(Cln+]5cccccS)ec7 Name: PCI-0123; Lutetium Texapyrin
’ 4ycdeee(Cln+]5cceccS)ecdcebn3)c2el)[n+]lcc Method: Fluorescence Microscopy
cecl References: 110
CCC1=C(CC)/C2=C/C3=N/C(=C\N=C4\C=C
Name: TSPC; Tetrasulfonated Zn(II) phthalocyanine Structure: (OCCOCCOCCOC)C(OCCOCCOCCOC)=C\
Method: Fluorescence Microscopy TUCHTE:  CM=N\C=C4/N=C(/C=C\IN2[Lu])C(CCCO)
References: 87 =C/4C)/C(C)=C3CCCO
[O-
1S(=0)(=0)c1cec2e3nc(ncdnS[Zn]n6c(nc7ne( Name: NBA
Structure: ncSc5ce(cecd5)S([O- Method: Fluorescence Microscopy
’ D(=0)=0)cdcee(cc74)S([O- References: 112
D(=0)=0)cdcce(ccdcbn3)S([O- Structure: CCN(CC)clcee2N=C3C(0Oc2c1)=CC(=N)clc
D(E0)=0)c2cl ) ccec3l
Name: Hypericin Name: NBA-61
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 90 References: 112
Celee(0)c2C(=0)e3¢(0)ee([O-]ede5ce([O- S _ CCN(CC)clece2N=C3cdcccccdC(=N)C(1)=C
Structure: Dece(0)c6C(=0)c7c(0O)cc(C)e8clc2e(c34)c(c7 tructure: 30c2cl
8)c56
: : Name: NBS
Name: EtNBS; 5-ethylamino-9-diethyl- Method: Fluorescence Microscopy
) aminobenzo[a]phenothiazinium chloride References: 112
Method: Fluorescence Microscopy S ] CCN(CC)clecc2N=C3C(Sc2c1)=CC(=[NH2+
References: 96 tructure: Deleceec3l
Structure: CC\N=C1/C=C2Sc3cc(ccc3N=C2c2cccccl?2)
i N(COCC Name: NBS-61
: Method: Fluorescence Microscopy
Name: Ofloxacin : References: 112
Method: Fluorescence Microscopy ] CCN(CC)clece2N=C3c4cccecdC(=N)C(1)=C
References: 97 Structure: 3Sc2cl
Structure: CCICOCc2c¢(N3CCN(C)CC3)c(F)ee3C(=0)C(
=CN1¢23)C([O0-D=0 Name: Sat-NBS
Method: Fluorescence Microscopy
Name: Norfloxacin References: 112
Method: Fluorescence Microscopy S ] CCN(CC)clcce2N=C3C(Sc2c1)=CC(=[NH2+
References: 97 tructure: DC1=C3CCCCl
Structure: CENIC=C(C(O-
) 1=0)C(=0)c2cc(F)c(cc12)N1CC[NH2+]CC1 Name: Sat-NBS-61
Method: Fluorescence Microscopy
Name: Lomefloxacin References: 112
Method: Fluorescence Microscopy S ] CCN(CC)clccec2N=C3C4=C(CCCC4)C(=N)
References: 97 tructure: C(I)=C3Sc2cl
CCNI1C=C(C([O-
Structure: 1)=0)C(=0)c2cc(F)c(N3CC[NH2+]C(C)C3)c Name: AlPcS2a
(F)cl2 Method: Fluorescence Microscopy
References: 125
Name: BAYy3118 O[Al-
Method: Fluorescence Microscopy . 11(O)n2c3cc4nc(ceSnlc(celnc(ce2e2ececce3?)
References: 97 Structure: 1 (=0)= -
c2ccee(c12)S([O-)(=0)=0)clccee(c51)S([O
[O- 1)(=0)=0)clcccecd 1
Structure: JC(=0)C1=CN(C2CC2)c2c(Chc(N3Cc4CCC
[NH2+]C4C3)c(F)cc2C1=0 Name: Gimatecan
Method: Fluorescence Microscopy
Name: Cyamemazine; CMZ References: 130




CCC1(0)C(=0)0CC2=CIC=CIN(Cc3clnclc

CC1(C)\C(=C/C=C2CCCC(/C=C/C3=[N+](C

Structure: ¢ 163\C=N\OC(C)(C)C)C2=0 CCCS([0-

Structure: D(=0)=0)cdcceecdC3(C)C)=C\20c2cccc(0C
DADP-o; 5,15-di[4-(N- CCC[NH2+]CC30C(O)C(INH3+])C(0)C30)

Name: trimethylaminopheny1)-10,20- c2)N(CCCCS([0-])(=0)=0)c2cccccl2
diphenylporphyrin

Method: Fluorescence Microscopy Name: AR-L 115 BS; Sulmazole

References: 138 Method: Pharmacological Effect
C[N+](C)(C)clcece(ccl)-clc2ecc(n2)c(- References: 196

Structure: c2cceec2)c2ecc([nH]2)ce(- Structure: COclcc(cccl-clnc2necec2[nH]1)S(C)=0

’ c2cce(cc2)[N+](C)(C)C)c2cee(n2)c(-
c2ccccc2)c2eecl[nH]2 Name: HX-CH 44 BS
Method: Pharmacological Effect

Name: Tilmicosin References: 196

Method: Cell Fractionation Structure: COclccc2N=C(N(C)C(=0)c2c1)clccc(OCC(

References: 145 ’ O)C[NH2+]C(C)(C)C)ccl
CCC10C(=0)CC(O)C(C)C(OC20C(OC)C(0O)

Structure: C(C20)[NH+](C)C)C(CC[NH+]2CC(C)CC( Name: SX-AB 1316 SE
O)C2)CC(O)C(=0)N\C=C\C(C)=C\C1COC10 Method: Pharmacological Effect
C(O)CO)C(OC)CIO0C References: 196

[O-

Name: Roxithromycin Structure: ]C(=0)Cclccc2CC(Cc2c1)NS(=0)(=0)clcee

Method: Cell Fractionation (Clccl

References: 160
CCC10C(=0)C(C)C(OC2CC(O)(OO)CO)C( Name: AF-CX 1325 XX

Structure: ©)02)C(C)C(OC20C(C)CC(C20)[NH+](C) Method: Pharmacological Effect
O)C(C)(O)CC(ONC(=N\OCOCCOC)C(C)C( References: 196
0)C1(C)O Structure: N\C(clcccecl)=C1/C(=0)c2cccecc2S1=0

Name: Erythromycin Name: Oritavancin

Method: Cell Fractionation Method: Pharmacological Effect

References: 160 References: 201
CCC10C(=0)C(C)C(OC2CC(O)(OC)C(O)C( C[NH2+]C(CC(C)C)C(=0)NC1C(0)c2cec(O

Structure: ©)02)C(C)C(OC20C(C)CC(C20)[NH+](C) c3ccdec(Oc5cec(ce5CHC(OC5CC(C)(INH3+]
OCO)N(O)CCO)CEO)C(O)CO)CI(C)O YC(0)C(C)05)CSNC(=0)C(NC(=0)C4NC(=

: Structure: O)C(CC(N)=0)NC1=0)clccc(O)c(cl)-

Name: Sertraline : cle(0)ee(0)ec1C(NC5=0)C([O-

Method: Uptake/Binding 1=0)c30C10C(CO)C(0)C(0O)CIOCICC(C)

References: 175 (INH2+]Cc3ccc(cc3)-

. C[NH2+]C1CCC(c2ccc(Cl)c(Cle2)c2cccececd c3cee(Cl)ec3)C(O)C(C)O1)c(Chc2

Structure: )

Name: Tobramycin

Name: Perazine Method: histo

Method: Uptake/Binding References: 208

References: 175 [NH3+]CCI1OC(OC2C([NH3+])CC(INH3+])

Structure: CNI1CC[NH+](CCCN2c3cceee3Sc3cecec23) Structure: C(OC30C(CO)C(O)C(INH3+])C30)C20)C([

) CCl1 NH3+])CC10

Name: IR-1 Name: Vancomycin

Method: Fluorescence Microscopy Method: histo

References: 193 References: 208
CCI(CO)\C(=C/C=C2CCCC((/C=C/C3=[N+](C C[NH2+]C(CC(C)C)C(=0O)NC1C(0O)c2ccc(O
CCCS(JO- c3ccdec(Oc5cec(ccSCIHC(O)CSNC(=0)C(NC

Structure: 1(=0)=0)cdcccecdC3(C)C)=C\20c2ccc(CC Structure: (=0)CANC(=0)C(CC(N)=0O)NC1=0)clccc(O
C(=O)NCC30C(O)C(INH3+])C(0)C30)cc2) ’ )e(c1)-c1c(O)cc(0)cc1C(NC5=0)C([O-
N(CCCCS([O-])(=0)=0)c2cccecl2 1=0)c30C10C(CO)C(O)C(O)C10CICC(C)

([INH3+])C(O)C(C)O1)c(Cl)c2

Name: IR-2

Method: Fluorescence Microscopy Name: ABP; N-(3-

References: 193, 506 ’ dimethylaminopropyl)benzylpenicillinamide




Method:

Cell Fractionation

C(=0)C(CC(C)C)NC(=0O)CICCCNI1C(=0)C(
NC(=0)C(CC(C)C)NC(=0O)C(NC(=0)C(CO)
NC(=0)C(CCSC)NC(=0)OCccoccoccoc
COCCOCCNC(=0)COCC(=0O)Nclcee(eel)C
1=C2\C=CC(=N\2)/C(c2ccccc2)=C2/C=CC(=
N/2)\C(c2ccecc2)=C2\C=CC(=N\2)/C(c2cccc
¢2)=C2/C=CC\1=N/2)C(C)C)C(C)0)C(C)0)
C(C)C)C(=0O)NC(Cclc[nH]en1)C(=O)NC(C
0)C(=0)NC(CC(C)O)C([O-])=0

References: 209
) C[NH+](C)CCCNC(=O)CIN2C(SC1(C)O)C(

Structure: NC(=0)Cclcceec1)C2=0

Name: Bacteriopurpurinimide Derivative 7

Method: Fluorescence Microscopy

References: 212
CCCCCCNI1C(=0)C2=C(O)\C3=C\C4=N\C(

Structure: =C/C5[NH2+]C(\C=C6/N=C(C(CCC(=0)OC

’ CC)CO6C)C(C1=0)=C2N3)C(C)=C5C(C)00)
c(o)c4cc

Name: CPT1

Method: Fluorescence Microscopy

References: 215
CCCOclcce(ccl)-clc2eecc(n2)c(-
¢2ccc(OCCCCCCCCCCCIN+](C)(C)C)ec2)c
2cce([nH]2)c(-

Structure: ¢c2¢ccc(OCCCCCCCCCCCIN+](CO)(O)C)ec2)c
2ccc(n2)c(-
¢2ccc(OCCCCCCCCCCCIN+](O)(O)C)ec2)c
2cccl[nH]2

Name: Benz(a)anthracene

Method: Pharmacological Effect

References: 221

Structure: clcec2ec3ce(cecdeccec34)cc2el

Name: Benzo(a)pyrene

Method: Pharmacological Effect

References: 221

Structure: clcec2ce(cl)ecleec3ceecdecc2elc34

Name: 7,9-Dimethylbenz(c)acridine

Method: Pharmacological Effect

References: 221

Structure: Cclcec2nc3c(cecdeccee34)c(C)c2el

Name: 7,12-Dimethylbenz(a)anthracene

Method: Pharmacological Effect

References: 221

Structure: Cclc2ccccc2e(C)c2celeccleccec2l

Name: 3-Methylcholanthrene

Method: Pharmacological Effect

References: 221

Structure: Cclcec2cec3ce(cecdecceec34)c3CCelc23

Name: Porphyrin-MLS

Method: Fluorescence Microscopy

References: 211
CCC(O)C(NC(=O)C(CCCC[NH3+])NC(=0O)
C(C)NC(=0O)C(CCCNC(N)=[NH2+])NC(=0)
CI1CCCNI1C(=0)C(NC(=0O)CICCCNI1C(=0)

Structure: C(CC(C)C)NC(=0)C(CCCNC(N)=[NH2+])N

C(=0)C(CCCNC(N)=[NH2+])NC(=0)C(C)N
C(=0)C(CO)NC(=0)CNC(=0)C(NC(=0)C(C
C(C)C)NC(=0)CNC(=0)C(CCCNC(N)=[NH
2+])NC(=0)C(CC(C)C)NC(=0)C(CC(C)O)N

Name: Methotrexate Polyglutamate
Method: Cell Fractionation
References: 195
CN(Cclenc2ne(N)nc(N)e2nl)cleee(ecl)C(=
Structure: C)[NH2+]C(CCC(=0)NC(CCC(=0)NC(ccc
’ (=0)NC(CCC([O-)=0)C([O-)=0)C([O-
D=0)C(O-D=0)C([0-))=0
Name: TPC-Ahx-ATWLPPR
Method: Fluorescence Microscopy
References: 220
CC(C)CC(NC(=0O)C(Cclc[nH]c2cceec12)NC
(=0)C(NC(=0)C(C)NC(=0O)CCCCCNC(=0)
clcee(ecl)-clc2ecc(n2)c(-
c2cccecc2)c2eee([nH]2)c(-
Structure: c2ccccc2)c2eee(n2)c(-
c2cccec2)c2eccl [nH]2)C(C)O)C(=0)N1CCC
C1C(=0O)NI1CCCCIC(=O)NC(CCCNCN)=[
NH2+])C([O-)=0
Name: Sparfloxacin
Method: Fluorescence Microscopy
References: 223
Structure: CCICN(CC(C)[NH2+]1)clc(F)c(N)c2C(=0)
) C(=CN(C3CC3)c2c1F)C([O-)=0
ATMPn; 9,-Acetoxy-2,7,12,17-tetrakis-(83-
Name:
methoxyethyl)-porphycene
Method: Fluorescence Microscopy
References: 255
Structure: COCCclcc2neleecl[nH]e(cc1CCOC)clcec(C
’ COC)c(nl)c(OC(C)=0)ccl[nH]c2cc1CCOC
Name: Telavancin
Method: Cell Fractionation
References: 286
CCCCCCCCCC[NH2+]CC[NH2+]C1(C)CC(
OC(C)C10)0C1C(0)C(0)C(CO)OC10c1c2
Oc3cec(ecc3CHC(O)C(NC(=0)C(CC(O)O)[N
H2+]C)C(=0)NC(CC(N)=0)C(=O)NC3C(=0
Structure: )IN-
JC4C(=O)NC(C(O)c5cce(Oclec3c2)c(Cl)eS)
C(=O)NC(C([O-
1=0)clcc(O)c(C[NH2+]CP(O)([O-
1=0)c(O)cl-clccdecclO
Name: ZnPcOCH3
Method: Fluorescence Microscopy
References: 303
Structure: COclccc2c3nc(ne4nS[Zn]nb6e(nc7nc(neScScc(

OC)ccc45)cdcec(0OC)ec74)cdecc(OC)ccdcbn3




)c2cl

(Oc3ccec[n+](C)c3)cc2ce7cec2ne(ccoc3cc(Ocde
cc[n+](C)ed)c(Ocdecc[n+](C)ed)cc53)c3cc(O
cdcee[n+](C)cd)c(Ocdece[n+](C)ed)cc23)cl

Name:

Cationic Water-Soluble Phthalocyanine
Derivative 11

Method:

Fluorescence Microscopy

References:

353

Structure:

COCCOCCOCC[n+]1ccec(Oc2cec3cdccdn6[Z
n]n7c(cc(nd)c3cc20c2ccc[n+](CCOCCOCC
0OC)c2)c2cc(0Oc3cec[n+](CCOCCOCCOC)c3)
¢(Oc3cce[n+](CCOCCOCCOC)c3)cc2cTec2n
c(ccbc3cc(Ocdecc[n+](CCOCCOCCOC)c4)c(
Oc4cce[n+](CCOCCOCCOC)c4)cc53)c3ec(O
cdeee[n+](CCOCCOCCOC)c4)c(Ocdcecc[n+](
CCOCCOCCOC)c4)cc23)cl

Name:

Cationic Water-Soluble Phthalocyanine
Derivative 12

Method:

Fluorescence Microscopy

References:

353

Structure:

CCC[SiJ(CCC)(CCO)[Si]1(N2C3=CC4=N\C(
=C/C5[NH+]1C(\C=C1/N=C(C=C2c2cc(Oc6
cce[n+](C)e6)c(Ocbece[n+](C)eb)ce32)c2ec(

Oc3cee[n+](C)e3)c(Oc3cec[n+](C)e3)ccl2)cl
cc(Oc2cec[n+](C)c2)c(Oc2ccc[n+](C)c2)ces1
)clce(Oc2ccc[n+](C)c2)c(Oc2ccc[n+](C)c2)e
c41)[Si](CCC)(CCC)CCC

Name:

Cationic Water-Soluble Phthalocyanine
Derivative 13

Method:

Fluorescence Microscopy

References:

353

Structure:

CCC(CO)[SiJ(C(CO)CONC(CO)CO)[SI]I(IN
H+]2C3C=C4N=C(C=C5[NH+]1C(=CC1=N\
C(=C/C2c2cc(Ocbecc[n+](C)chd)c(Ocbeee[n+]
(C)cb)cc32)c2ec(Oc3ccc[n+](C)e3)c(Oc3cec
n+](C)c3)cc12)clec(Oc2ecc[n+](C)c2)e(Oc2e
cc[n+](C)c2)ccS1)clec(Oc2ecc[n+](C)e2)c(O
c2cce[n+](C)c2)ccd 1)[Si](C(CC)CO)(C(CO)C
O)C(co)cce

Name:

Cationic Water-Soluble Phthalocyanine
Derivative 14

Method:

Fluorescence Microscopy

References:

353

Structure:

C[n+]1ccec(Oc2cc3C4HC=C5/N=C(/C=C6\[N
H+]7C(=CC8=N\C(=C/C([NH+]4[Si]7([Si](c
4ccececd)(cdeccecd)C(C)(C)O)[Si](cdcceecd)(
c4ceeecd)C(C)(C)C)c3cc20c2cecc[n+](C)e2)c
2cc(0Oc3cee[n+](C)c3)c(Oc3cec[n+](C)c3)cc8
2)c2cc(Oc3ccc[n+](C)e3)c(Oc3ccc[n+](C)c3)
cc62)c2cc(Oc3ceee[n+](C)e3)c(Oc3ccc[n+](C)
c3)cec52)cl

Name:

Cationic Water-Soluble Phthalocyanine
Derivative 15

Method:

Fluorescence Microscopy

Name: EB1089

Method: Fluorescence Microscopy

References: 308

Structure: CCC(O)(CONC=C\C=C\Cc(O)c1cee2\c(ce

) CC120)=C/C=C1/CC(0)CC(O)C1=C

Name: HexoTMPn

Method: Fluorescence Microscopy

References: 323
CCCCCCC(=0)Oclcc2[nH]c(cc2CCOC)c2cc

Structure: (CCOC)c(cec3[nH]c(cc3CCOC)c3cc(CCOC)
c1n3)n2

Name: PeloTMPn

Method: Fluorescence Microscopy

References: 323
CCCCCCCCC(=0)Oclcc2[nH]c(cc2CCOC)e

Structure: 2¢cc(CCOC)c(cce3[nH]c(cc3CCOC)c3cc(CCO
C)cln3)n2

Name: CpoTMPn

Method: Fluorescence Microscopy

References: 323
CCCCCC(=0)Oclcc2[nH]c(cc2CCOC)c2cec(

Structure: CCOCQC)c(cee3[nH]e(ec3CCOC)c3cc(CCOC)e
1n3)n2

Name: EBC

Method: Fluorescence Microscopy

References: 332
CCclc(C)c2cc3[nH]c(c(C)e3CC)c3cc(ccde3n

Structure: c(cc3[nH]c(ccIn2)c(C)c3CC)C4(C)CO)S([O-
D(E0)=0

Name: Porphyrin-Retinamide Derivative 2

Method: Fluorescence Microscopy

References: 352
CCO\C=C\C1=C(C)CCCCI(C)O)=C/C=C/C(C
)=C/C(=0)Nclccc(ccl)C1=C2\C=CC(=N\2)/

Structure: C(c2cccec2)=C2NC(/C=C\2)=C(c2ccccc2)\C
2=N\C(/C=C2)=C(/C2[NH2+]C\1C=C2)clccc
ccl

Name: Porphyrin-Retinamide Derivative 3

Method: Fluorescence Microscopy

References: 352
CCO\C=C\C1=C(C)CCCCI(C)C)=C\C=C/C(C
)=C/C(=0)Nclccc(ccl)C1=C2\C=CC(=N\2)/

Structure: C(c2ccecc2)=C2NC(/C=C\2)=C(c2ccccc2)\C
2=N\C(/C=C2)=C(/C2[NH2+]C\1C=C2)clccc
ccl
Cationic Water-Soluble Phthalocyanine

Name: ..
Derivative 10

Method: Fluorescence Microscopy

References: 353

Structure: C[n+]1ccee(Oc2cc3cdccSn6[Zn]nTc(cc(nd)c3

cc20c2ccc[n+](C)c2)c2cc(Oc3cec[n+](C)c3)c

References:

353

Structure:

COCCOCCOCCIn+]1cecec(Oc2cec3C4\C=C5/
N=C(/C=C6\[NH+]7\C(=C/C8=N/C(=C\C([N




H+14[Si]7([Si](c4cccecd)(cdeceecd)C(C)(O)C

)[Si](cdcececd)(cdeccecd)C(C)(C)C)e3ec20c Name: Porphyrin-Peptide Conjugate 4
2cce[n+](CCOCCOCCOC)c2)c2ec(Oc3cec[n Method: Fluorescence Microscopy
+](CCOCCOCCOC)c3)c(Oc3cee[n+](CCOC References: 378
COCCOC)c3)cc82)c2ec(Oc3cecc[n+](CCOCC CCC(C)C(NC(=0)C(CCC(N)=0)NC(=0)C(C
OCCOC)c3)c(Oc3cee[n+](CCOCCOCCOC)e CCNC(N)=[NH2+])NC(=0)COCCOCCOCC
3)cc62)c2ec(Oc3eec[n+](CCOCCOCCOC)c3 OCCOCCOCCNC(=0)COCC(=0)Nclcee(ce
)c(Oc3cee[n+](CCOCCOCCOC)e3)cec52)cl 1)-clc2cec(n2)c(-c2cceec2)c2ece([nH]2)e(-
c2cceec?2)c2ecc(n2)c(-
Name: Porphyrin Conjugate Derivative 10 c2cccec2)c2eccl[nH]2)C(=0)NC(CCCC[NH
Method: Fluorescence Microscopy 3+])C(=0)NC(C(C)CC)C(=0)NC(Cclc[nH]c
References: 354 2ccecc12)C(=0)NC(Cclceceecl)C(=O)NC(C
CC(C)C(NC(=0)C(CCCCI[NH3+])NC(=0)C( Structure: CC(N)=0)C(=O)NC(CC(N)=0)C(=0O)NC(CC
CCCNC(N)=[NH2+])NC(=0)C(CCCC[NH3+ ’ CNC(N)=[NH2+])C(=0O)NC(CCCNC(N)=[N
DNC(=0)C(CCCC[NH3+])NC(=0)Cc(cccCl H2+])C(=0)N[C@H](CCSC)C(=0O)NC(CCC
NH3+])NC(=0)C1CCCNI1C(=0)COCC(=0) C[NH3+])C(=0)NC(Cclc[nH]c2cccec12)C(=
Structure: NCCOCCOCCOCCOCCOCCOCCOCCNC( O)NC(CCCC[NH3+])C(=0O)NC(CCCC[NH3
’ =0)COclccce(ccl)-clc2ece(n2)c(- +])C(=0)NC(C)C(=O)N1CCCCI1C(=O)NI1IC
c2ccc(OCC([O-)=0)cc2)c2ecc([nH]2)c(- CCC1C(=0O)NC(CCCCINH3+])C(=0O)NC(CC
c2ccc(OCC(([0-])=0)cc2)c2cec(n2)c(- CC[NH3+])C(=O)NC(CCCC[NH3+])C(=O)N
c2cec(OCC([O- C(CCCNC(N)=[NH2+])C(=O)NC(CCCC[NH
1=0)cc2)c2cccl [nH]2)C(N)=0 3+])C(=0)NC(C(C)C)C(=0O)NCC([O-])=0
Name: Porphyrin Conjugate Derivative 11 Name: Porphyrin-Peptide Conjugate 5
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 354 References: 378
NC(=[NH2+])NCCCC(NC(=O)CNC(=0)CO CC(C)CC(NC(=0O)C(CCCCINH3+])NC(=0)
CC(=0)NCCOCcOoccoccoccoccocco C(CCCCI[NH3+])NC(=0O)C(CCCC[NH3+])N
CCNC(=0)COclccce(ecl)-clc2ecc(n2)c(- C(=0)C(C)NC(=0)C(CCC(N)=O)NC(=0O)CN
c2ccc(OCC([O-1)=0)cc2)c2ccc([nH]2)c(- C(=0)C(C)NC(=0)C(CCCC[NH3+])NC(=0)
c2ccc(OCC(([0-])=0)cc2)c2cecc(n2)c(- C(CCCCINH3+])NC(=0)C(NC(=O)C(C)NC(
c2ccc(OCC([O- =0)C(C)NC(=0O)CICCCNI1C(=0)C(CCCNC(
Structure: 1=0)cc2)c2cecl[nH]2)C(=0)NC(CCCC[NH N)=[NH2+])NC(=0)C(CCCC[NH3+])NC(=O
’ 3+])C(=O)NC(CCCCI[NH3+])C(=O)NC(CCC )YCOCCOCCOCCOCCOCCOCCNC(=0)CO
NC(N)=[NH2+])C(=O)NC(CCCNC(N)=[NH CC(=0)Nclcece(ecl)-cle2ece(n2)c(-
2+4])C(=0)NC(CCCNC(N)=[NH2+])C(=O)N c2ccecc2)c2ece([nH]2)c(-
C(CCC(N)=0)C(=O)NC(CCCNC(N)=[NH2+ Structure: c2cceec2)c2ecc(n2)e(-
DC(=0)NC(CCCNC(N)=[NH2+])C(=O)NC( ) c2ccecc2)c2eccl[nH]2)C(C)O)C(=0)NC(CC
CCCNC(N)=[NH2+])C(=0O)N1CCCC1C(=0) C([O-D=0)C(=0O)NC(CC([O-
N1CCCC1C(=0O)NC(CCC(N)=0)C(N)=0 1)=0)C(=0)N1CCCC1C(=O)NC(CCCNC(N)
=[NH2+])C(=O)NC(CCCC[NH3+])C(=O)NC
Name: Porphyrin-Peptide Conjugate 3 (CCCCINH3+])C(=0)NC(CCCNC(N)=[NH2
Method: Fluorescence Microscopy +])C(=0)NC(CCCNC(N)=[NH2+])C(=0)NC
References: 378 (CCC(N)=0)C(=0O)NC(CCCNC(N)=[NH2+])
CSCCC(NC(=0)COCCOCCOCCOCCOCCO C(=0)NC(CCCNC(N)=[NH2+])C(=O)NC(C
CCNC(=0)COCC(=0)Ncleee(ccl)- CCNC(N)=[NH2+])C(=O)N1CCCC1C(=O)N
clc2cec(n2)c(-c2ccccc2)c2ecc([nH]2)c(- 1CCCCIC(=0)NC(CCC(N)=0)C(=0)NCC([
c2cceec2)c2ecc(n2)c(- 0-)=0
c2cceec2)c2eccl [nH]2)C(=0)NCC(=O)NC(C
C(C)C)C(=0)NCC(=0)NC(CC(C)C)C(=0)N Name: Nonaggregated Water-Soluble Phthalocyanine
C(Ccle[nH]en1)C(=0)NC(CC(C)C)C(=0)N Derivative 5a
C(CC(C)C)C(=0)NC(C(C)C)C(=0)NC(CC(C Method: Fluorescence Microscopy
Structure: )C)C(=0)NC(C)C(=O)NC(C)C(=0)NC(O)C( References: 380
=0)NC(CC(C)O)C(=O)NC(CCC(N)=0)C(=0 [O-
JNCC(=O)NC(C)C(=0O)NC(Cclc[nH]c2cceee ]C(=0)clcc(Oc2cc3cdnc(ncSn6[Zn]nT7c(nd)c4
12)C(=0)NC(CO)C(=O)NC(CCC(N)=0)C(= cc(Oc8cc(ce(c8)C([0-])=0)C([O-
O)NC(OC)C(=O)N1CCCCI1C(=O)NICCCCIC Structure: 1)=0)c(Oc8cc(cc(c8)C([O-])=0)C([O-

(=0)NC(CCCC[NH3+])C(=0)NC(CCCC[NH
3+])C(=0)NC(CCCC[NH3+])C(=0)NC(CCC
NC(N)=[NH2+])C(=0)NC(CCCC[NH3+])C(

=0)NC(C(C)C)C(=0)NCC([0-])=0

1D=0)ccdcTncdnc(nc6e6ec(OcTec(cc(c7)C([O-
D=0)C(([O-])=0)c(OcTcc(ce(c7)C([O-
D=0)C([O-
1D=0)cc56)c5cc(Ocbee(ce(c6)C([O-




D=0)C(([O-])=0)c(Ocbee(cc(c6)C([O-

1H=0)C([O- Name: Porphyrin-Peptide Conjugate 18A
1)=0)ccd5)c3cc20c2ee(ce(c2)C([O- Method: Fluorescence Microscopy
D=0)C([O-)=0)cc(cHC(O-D=0 References: 387
[NH3+]CCCCC(NC(=0)C(CCCC[NH3+])N
Name: Porphyrin-Peptide Conjugate 1A C(=0)C(CCCC[NH3+])NC(=0)CCCC(=0)N
Method: Fluorescence Microscopy Structure: cleec(cel)-cle2eec(n2)c(-
References: 387 ’ c2cceec2)c2ecc([nH]2)ce(-
Nclcce(eel)-clc2eec(n2)c(- c2ccccc2)c2eee(n2)c(-
Structure: c2cccecc2)c2eee([nH]2)c(- c2cceec2)c2eccl [nH]2)C([O-])=0
c2ccccc2)c2eee(n2)c(-c2cccec2)c2eccl[nH]2
Name: Porphyrin-Peptide Conjugate 19A
Name: Porphyrin-Peptide Conjugate 5A Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 387
References: 387 [NH3+]CCCCC(NC(=0O)C(CCCC[NH3+])N
S=C=Nclccc(ccl)-clc2ecc(n2)e(- C(=0)C(CCCC[NH3+])NC(=0)CCCC(=0O)N
Structure: c2ccecc2)c2eee([nH]2)c(- Structure: clcee(cel)-clc2ece(n2)c(-c2cccec2)c2ecc3e(-
c2ccccc2)c2eee(n2)c(-c2cccec2)c2eccl[nH]2 cdceccccd)cdece(nd)c(-
cdcececd)cdecc1nd[Zn]n23)C([O-1)=0
Name: Porphyrin-Peptide Conjugate 13A
Method: Fluorescence Microscopy Name: Porphyrin-Peptide Conjugate 20A
References: 387 Method: Fluorescence Microscopy
[NH3+]CCCCC(NC(=S)Nclccece(ecel)- References: 387
Structure: clc2cec(n2)c(-c2ccccc2)c2ecc([nH]2)c(- [NH3+]CCCCC(NC(=0)C(CCCC[NH3+])N
’ c2cceec2)c2ecc(n2)c(- C(=0)C(CCCCI[NH3+])NC(=0O)CCCC(=O)N
c2cceec2)c2eccl [nH]2)C([O-])=0 St . clcec(ecl)-clc2ecc3ce(-cdeccecd)cdeceSce(-
ructure:
cbeeeeeh)cbeccTe(-
Name: Porphyrin-Peptide Conjugate 14A c8ceccc8)c8eccl[n+]8[Sn@ @](n67)(n23)[n+]
Method: Fluorescence Microscopy 45)C([O-D=0
References: 387
[NH3+]CCCCC(NC(=0)C(CCCC[NH3+])N Name: Porphyrin-Peptide Conjugate 21A
C(=S)Nclcee(cel)-clc2ece(n2)e(- Method: Fluorescence Microscopy
Structure: c2cceec2)c2ece([nH]2)c(- References: 387
c2cceec2)c2ecc(n2)c(- NC(=[NH2+])NCCCC(NC(=0O)C(CCCC[NH
c2cceec2)c2eccl [nH]2)C([O-])=0 3+])NC(=0)C(CCCNC(N)=[NH2+])NC(=0)
Structure: C(CCCNC(N)=[NH2+])NC(=S)Nclccc(ccl)-
Name: Porphyrin-Peptide Conjugate 15A ’ clc2cec(n2)ce(-c2ecccc2)c2ece([nH]2)c(-
Method: Fluorescence Microscopy c2cceec2)c2ece(n2)e(-
References: 387 c2cceec2)c2eccl [nH]2)C(N)=0
[NH3+]CCCCC(NC(=0)C(CCCC[NH3+])N
C(=0)C(CCCC[NH3+])NC(=S)Nclcee(cel)- Name: Porphyrin-Peptide Conjugate 22A
Structure: clc2cec(n2)c(-c2eccec2)c2ecc([nH]2)c(- Method: Fluorescence Microscopy
c2cceec2)c2ece(n2)ce(- References: 387
c2cceec2)c2eccl [nH]2)C([O-])=0 NC(=0)C(CCCC[NH3+])NC(=0)C(CCCC[N
H3+])NC(=0)C(CCCC[NH3+])NC(=O)CCC
Name: Porphyrin-Peptide Conjugate 16A Structure: C(=0O)Nclccee(ccl)-clc2ece(n2)e(-
Method: Fluorescence Microscopy c2ccecce2)c2ece([nH]2)c(-
References: 387 c2ccecc2)c2ecc(n2)c(-c2cceec2)c2eccl[nH]2
[NH3+]CCCCC(NC(=0)CCCC(=0O)Nclccee(e
Structure: cl)-clc2ece(n2)c(-c2ccecc2)c2eec([nH]2)e(- Name: Porphyrin-PeptiQe Conjugate 23A
) c2cccec2)c2ecc(n2)e(- Method: Fluorescence Microscopy
c2cceec2)c2eccl [nH]2)C([O-])=0 References: 387
NC(=[NH2+])NCCCC(NC(=0O)C(CCCNC(N)
Name: Porphyrin-Peptide Conjugate 17A =[NH2+])NC(=0)C(CCCNC(N)=[NH2+])NC
Method: Fluorescence Microscopy Structure: (=0)CCCC(=0)Nclcec(cel)-cle2ece(n2)c(-
References: 387 c2cecec2)c2ece([nH]2)e(-
[NH3+]CCCCC(NC(=0)C(CCCC[NH3+])N c2ceeee2)c2ece(n2)e(-
C(=0)CCCC(=0)Nclcee(ecl)-cle2ece(n2)e(- c2cceec2)c2ecel [nH]2)E(N)=0
Structure: c2cceec2)c2ecc([nH]2)ce(-
c2cecec2)c2ece(n2)e(- Name: Porphyrin-Peptide Conjugate 24A
c2ccecc2)c2eecl[nH]2)C([0-])=0 Method: Fluorescence Microscopy




References:

387

Derivative 3

NC(=[NH2+])NCCCC(NC(=0)C(CCCNC(N)
=[NH2+])NC(=0)C(CCCNC(N)=[NH2+])NC
(=0)C(CCCC[NH3+])NC(=0)CCCC(=0)Nc

Structure: lcee(ecl)-clc2ecc(n2)ce(-
c2ccccc2)c2eee([nH]2)c(-
c2ccccc2)c2eec(n2)c(-
c2cceec2)c2eccl [nH]2)C(N)=0

Name: Porphyrin-Peptide Conjugate 25A

Method: Fluorescence Microscopy

References: 387
NC(=[NH2+])NCCCC(NC(=0O)C(CCCC[NH
3+])NC(=0)C(CCCNC(N)=[NH2+])NC(=0)
C(CCCNC(N)=[NH2+])NC(=0)CCCC(=O)N

Structure: clcee(ecl)-clc2ecc(n2)c(-
c2cceec2)c2ecc([nH]2)ce(-
c2cceec2)c2ecc(n2)c(-
c2cceec2)c2eccl [nH]2)C(N)=0

Name: Saponin Derivative la

Method: Fluorescence Microscopy

References: 421
CCICCC2(0C1)0OC1CcC3c4ccesce(cees
(O)C4CCC3(O)C1C20)0C10C(CO)C(0OC20

Structure: C(C)C(OCCNS(=C)(=C)c3ceecde(ceee34)N(
C)C)C(O)C20)C(0)CI10CIOC(C)C(0)C(0O)
C10

Name: Saponin Derivative 1b

Method: Fluorescence Microscopy

References: 421
CCICCC2(0C1)OC1CC3Cc4ccescc(ceces
(O)CACCC3(O)C1C20)0C10C(CO)C(OC20

Structure: C(C)C(OCCNC(=S)Nc3cecde(c3)C(=0)0c4
3cdcec(C)ecdOcdec(C)ecc34)C(0)C20)C(0)
C10C10C(C)C(O)C(O)C10

Name: Saponin Derivative 2

Method: Fluorescence Microscopy

References: 421
CCICCC2(0C1)0OC1Cc3c4ccesce(cecs

Structure: (O)C4CCC3(O)C1C20)0C10C(C)Cc(oCc20C

’ (C)C(ONS(=C)(=C)c3cceecdce(ceec34)N(C)O)
C(0)C20)C(0)C10C10C(C)C(O)C(O)C10

Name: Saponin Derivative 3

Method: Fluorescence Microscopy

References: 421
CC(O)CCCroiceecscee4ce(cee4(

Structure: C)C3CCC12C)0CI0C(CO)YC(OC20C(O)C(

’ OCCNS(=C)(=C)c3ccecdce(ceec34)N(C)O)C(
0)C20)C(0)C10C10C(C)C(O)C(O)C10

Name: Iejimalide Derivative 8

Method: Fluorescence Microscopy

References: 423

Structure: S)CCI)\IC(ZCC?C 1ccc2C=C(NC(=0)Oc3cccec3)C(=

Name: Glucosylated Si(IV) Phthalocyanine

Method: Fluorescence Microscopy

References: 427
CCI(C)OCC(O1)C10C20C(C)(C)0C2C10C
COCCOCCOCCO[Si]1(0ccoccoccocce

Structure: OC2C(0OC30C(C)(C)0C23)C2COC(C)(C)02
)n2c3ccdnc(ccSnlc(cclnc(cc2c2ecccc32)c2ec
cccl2)cleccecS1)cleccecd 1

Name: Subphthalocyanine Derivative 2

Method: Fluorescence Microscopy

References: 428

Structure: OCCOCCOCCOB IN2C3\N=C4/N=C(/N=C5

) \W1C(N=C2clccccc31)clceeeeS1)clceceecd 1

Name: Subphthalocyanine Derivative 3

Method: Fluorescence Microscopy

References: 428
OCCOCCOCCOCCOBIN2C3\N=C4/N=C(/

Structure: N=C5\N1C(N=C2clccccc31)clecceeS1)clece
cc4l

Name: Subphthalocyanine Derivative 4

Method: Fluorescence Microscopy

References: 428
COCCOCCOclccc(OB2N3C4\N=C5/N=C(/N

Structure: =C6\N2C(N=C3c2cccccd2)c2cccech2)c2ecce
c52)ccl

Name: Subphthalocyanine Derivative 5

Method: Fluorescence Microscopy

References: 428
COCCOCCOCCOclecc(OB2N3C4\N=C5/N

Structure: =C(/N=C6\N2C(N=C3c2cccccd2)c2ccccch2)c
2cceee52)cecl

Name: Porphyrin-Bile Acid Conjugate 1

Method: Fluorescence Microscopy

References: 439
CC(CCC(=O)NCC[N+](O)(C)clcee(ecd)-
clc2cee(n2)c(-
c2cee(cec2)[N+](C)(C)CCNC(=0)CCC(O)C2
CCC3C4C(0)CC5CC(O)CCes(c)ycacco)c
23C)c2ccc([nH]2)c(-

Structure: c2cee(cc2)[N+](C)(C)CCNC(=0)CCC(O)C2

’ CCC3C4C(0)CC5CC(O)CCes(c)cacc(o)c

23C)c2cce(n2)c(-
c2cce(cc2)[N+](C)(C)CCNC(=0)CCC(O)C2
CCC3C4C(0)CC5CC(O)CCC5(C)c4cc(O)C
23C)c2cccl[nH]2)CICCC2C3C(0)CC4CC(O
)CCC4(C)C3CCO)C12C

Name: Porphyrin-Bile Acid Conjugate 2

Method: Fluorescence Microscopy

References: 439
CC(CCC(=O)NCC[N+](O)(C)clceee(cl)-
clc2cee(n2)c(-

Structure: c2ccee(c2)[N+](C)(C)CCNC(=0)CCC(O)C2

CCC3C4C(0)CCsCC(O)ccesoycacco)e
23C)c2ccc([nH]2)c(-
c2ccec(c2)[N+](C)(C)CCNC(=0)CCC(C)C2




CCC3C4C(0)CCs5CCc(oyceesocacco)e
23C)c2ccc(n2)c(-

References:

500

CC(C)CI[NH2+]CC2=C3C=CC=CC3=C(C]

c2ccec(c2)[N+](C)(C)CCNC(=0)CCC(O)C2 Structure: NH2+]C(C(C)C)C(=0)NCCCNC1=0)C1=C2
CCC3C4C(0)CC5CC(O)cCcesoycacco)e C=CC=C1
23C)c2cccl[nH]2)CICCC2C3C(0)CC4CC(O
)CCC4(C)C3CC(O)C12C Name: Chlorpromazine
Method: Pharmacological Effect
Name: Porphyrin-Bile Acid Conjugate 3 References: 512
Method: Fluorescence Microscopy ] C[NH+](C)CCCN1C2=CC=CC=C2SC2=C1C
References: 439 Structure: =C(CDHC=C2
CC(CCC(=0O)NCCCIN+](C)(C)clccece(cecel)-
cle2cee(n2)e(- Name: Lidocaine
c2cec(ec2)[N+](C)(C)CCCNC(=0)CCC(O)C Method: Pharmacological Effect
2CCC3C4C(O)CC5CC(O)CCC5(C)c4cco) References: 229
C23C)c2ece([nH]2)e(- Stucture: | CNC(=0)0C1=CC=C2N(O)[C@HJ3N(C)CC
Structure: c2cce(cc2)[N+](C)(C)CCCNC(=0)ccec(o)c ructure. [C@@]3(C)C2=C1
2CCC3C4C(O)CC5CC(O)CCCs(C)c4acco)
C23C)e2ccc(n2)e(- Name: Eserine
c2ece(ce2)[N+](C)(C)CCENC(=0)CCC(O)C Method: Pharmacological Effect
2CCC3C4C(O)CC5CC(O)CCCs(C)c4cco) References: 229
Orectaeateineae . HOEHEEC] Muowre: CINH+(C)CCI=CC=CC=CT
- - - Name: Procaine
Name: Porphyrin-Bile ACld Conjugate 4 Method: Pharmacological Effect
Method: Fluorescence Microscopy
Reoferences. 439 References: 229
CC(CCC(=0)NCCCIN+I(C)(C)elocce(el)- Structure: fC[N H+(COCCOC(=0)CI=CC=CN)C=C
clc2ecc(n2)c(-
c2ccec(c2)[N+](C)(C)CCCNC(=0)CCcCc(o)C Name: N N-dimethvlb Tami
2CCC3C4C(0)CC5CC(0)CCC5(C)C4CC(O) amme: - CINEY-DCNZY aine
C23C)c2cee([nH]2)c(- Method: Pharmacological Effect
Structure: | €2¢ece(€)IN+](O)(C)CCONC(=0)CCC(O)C References: 229 R
© 2CCC3C4C(0)CC5CC(0)CCCS(C)CACC(0) Structure:  CNC(E0)OCI=CC2=C(C=CHN(O)CIN(OC
C23C)c2ccc(n2)c(- CC21C
c2ccee(c2)[N+](C)(C)CCCNC(=0)ccec(o)c
2CCC3C4C(0)CC5CC(0)CCC5(C)C4CC(0) Name: 4-Aminopyridine
C23C)c2ccc [nH]2)C1CCC2C3C(0)CCACC( Method: Pharmacological Effect
0)CCC4(C)C3CC(0)C12C References: 229
Structure: NC1=CC=[NH+]C=C1
Name: Si(IV) Phthalocyanine analogue 1
Method: Fluorescence Microscopy Name: 4-Aminoquinaldine
References: 538 Method: Pharmacological Effect
Clclcc2ce3nc(ne4nSc(ncbne(ne7n(c(n3)c3ce(C References: 229
Structure: Dc(Chec73)[Si]5(CHCe3ce(ChHe(Cl)ec63)e3 Structure: CCI=[NH+]C2=C(C=CC=C2)C(N)=C1
cc(Clc(Cleed3)c2ec1Cl
Name: Ephedrine
Name: Oregon-Green-RNase A Conjugate Method: Pharmacological Effect
Method: Fluorescence Microscopy References: 229
References: 449 Structure: C[NH2+]C(C)C(0)C1=CC=CC=C1
CC(=0)Oclcc(C)ec(C)elC(C)(C)CC(=0)Ncl
Structure: ccc2¢(0c3cc(NC(=0O)NCCCN4C(=0)C=CC4 Name: 4-Dimethylaminopyridine
=0)ccc3C220C(=0)c3ceccc23)cl Method: Pharmacological Effect
References: 229
Name: Rhodamine-Riboflavin Structure: CN(C)C1=CC=[NH+]C=C1
Method: Fluorescence Microscopy
References: 539 Name: Atropine
Structure: CN(C)clcee2e(0C3=CC(C=CC3=C2c2ccc(N Method: Pharmacological Effect
’ )cc2C([0-1)=0)=[N+](C)C)cl References: 229
Structure: C[NH+]1C2CCCICC(C2)OC(=0)C(CO)C1=
Name: FG-H503 ) CC=CC=Cl1
Method: Fluorescence Microscopy




Name: Mecamylamine Method: Pharmacological Effect
Method: Pharmacological Effect References: 229
References: 229 Structure: CI1CC[NH2+]CC1
Structure: C[NH2+]CI(C)C2CCC(C2)C1(O)C
Name: Desipramine
Name: Pilocarpine Method: Uptake/Binding
Method: Pharmacological Effect References: 705
References: 229 Structure: C[NH2+]CCCN1C2=CC=CC=C2CCC2=CC
Structure: CCC1C(COC1=0)CC1=CN=CNI1C ) =CC=C12
Name: Nicotine Name: Ciprofloxacin
Method: Pharmacological Effect Method: Fluorescence Microscopy
References: 229 References: 97
Structure: C[NH+]1CCCC1C1=CN=CC=C1 [O-
Structure: 1C(=0)C1=CN(C2CC2)C2=C(C=C(F)C(=C2)
Name: Morpholine N2CC[NH2+]CC2)C1=0
Method: Pharmacological Effect
References: 229 Name: 6'-O-lissamine-rhodamine B-glucosamine
Structure: CICOCC[NH2+]1 Method: Fluorescence Microscopy
References: 713
Name: Tetramethylethylenediamine CCN(CO)CI=CC2=C(C=C1)C(C1=CC(=C(
Method: Pharmacological Effect =CD)[S-
References: 229 Structure: 1(=0)=0)S(=0)(=0)OCC1OC(O)C(INH3+])
Structure: CN(C)CC[NH+](C)C g(CO)C10)=C1C=C/C(/C=C102)=[N+](/CC)
Name: Piperazine i
Method: Pharmacological Effect Name: Suramin
References: 229 Method: Pharmacological Effect
Structure:  CIC[NH2+]CCNI References: 730
CC1=C(NC(=0)C2=CC(NC(=0)NC3=CC=C
Name,__Puttescine O3 CACCOCCCIC—CSON=0-0)
: - . =C4C(=CC(=CC4=C(C=C3)S(0)(=0)=0)
DRAeeftehrZiL:es; lz)lzlgrmmlogml Eled SUUCIUE:  §0)(=0)=0)S(0)(=0)=0)=CC=C2)C=C(C=
Structure: ___[NH3+JCCCCINH3+] CHEEONCI=C2C(=CO=CC2=CC=CDS(
0)(=0)=0)S(0)(=0)=0)S(0)(=0)=0
Name: Piperidine




Supplemental Table 2: The chemical compounds with reported subcellular localization site in the mitochondrion.
References information is available in Supplemental Table 10. Structure is presented as the Simplified Molecular Input
Line Entry Specification string of the major microspecies at pH 7.4, as calculated by ChemAxon.

Name: Valproic acid Structure: Cclc2cencc2c(C)c2c3cccec3[nH]c12
Method: Uptake/Binding
References: 4,714 Name: Meperidine
Structure: CCCC(CCO)C(O-D=0 Method: Pharmacological Effect
References: 4
Name: Menadione Structure: CCOC(=0)C1(CC[NH+](C)CCI)clcccecl
Method: Pharmacological Effect
References: 4,715 Name: Amytal
Structure: CC1=CC(=0)c2ccccc2C1=0 Method: Pharmacological Effect
References: 4
Name: Aspirin Structure: CCCI1(CCC(O)C)C(=O)NC(=O)NC1=0
Method: Pharmacological Effect
References: 4 Name: DASPEI; (2-(4-(dimethylamino)styryl)-1-
Structure: CC(=0)Oclcccec1 C([O-])=0 ) methyl pyridinium
Method: Fluorescence Microscopy
Name: Paraquat References: 4,75
Method: Pharmacological Effect Structure: CCl[n+]1lcccecI\C=C\clcce(ec1)N(C)C
References: 4
Structure: C[n+]1ccc(ccl)-clec[n+](C)ccl Name: FCCP
Method: Uptake/Binding
Name: CCCP References: 4,716
Method: Pharmacological Effect Structure: FC(F)(F)Oc1ccc(NN=C(C#N)C#N)ccl
References: 4,717
Structure: Clclcccc(NN=C(C#N)C#N)cl Name: Trichlorophenoxyacetic acid
Method: Pharmacological Effect
Name: Clofibric acid References: 4
Method: Pharmacological Effect Structure: [O-]C(=0)COc1c(Clce(CleelCl
References: 4
Structure: CC(C)(Oclcee(Cl)ec1)C([O-])=0 Name: Zidovudine
Method: Uptake/Binding
Name: Nonylphenol References: 4,230
Method: Pharmacological Effect Structure: CC1=CN(C2CC(N=[N+]=[N-
References: 4 ) DC(CO)02)C(=0)NC1=0
Structure: CCCCCCCCCclccceclO
Name: Diethylstilbestrol
Name: 2-methylharmine Method: Pharmacological Effect
Method: Pharmacological Effect References: 4
References: 4 Structure: CC\C(clcee(O)ecl)=C(/CC)clccc(O)ccl
. COC1=CC2=NC3=C(C)N(C)C=CC3=C2C=C
Structure:
1 Name: Vacor
Method: Pharmacological Effect
Name: Nalidixic acid References: 4
Method: Pharmacological Effect Structure: O=C(NCclccencl)Ncleee(cel)N(=0)=0
References: 4
Structure: CCN1C=C(C([0-])=0)C(=0)c2ccc(C)ncl?2 Name: Methyltriphenylphosphonium
Method: Cell Fractionation
Name: Ellipticine References: 4, 25, 26
Method: Pharmacological Effect Structure: C[P+](clcccecl)(clcccecl)cleceecd
References: 4




Name: Imipramine
Method: Cell Fractionation Name: Chlorpromazine
References: 264 Method: histo
Structure: C[NH+](C)CCCNIc2ccecc2CCc2cccccl2 References: 4, 5,6, 8,58,510
Structure: C[NH+](C)CCCNIc2cccec2Sc2ccc(Clecl2
Name: Rhein
Method: Pharmacological Effect Name: Dichlorodiphenyldichloroethane (DDD)
References: 4 Method: Pharmacological Effect
Structure: Oclceec2C(=0)c3cc(cc(0)c3C(=0)c12)C([O- References: 4
’ =0 Structure: CIC(CDHC(clcee(Cl)ecl)clcccec1Cl
Name: Diazepam Name: Lonidamine
Method: Pharmacological Effect Method: Pharmacological Effect
References: 4,6 References: 4
Structure: CN1C(=0)CN=C(c2cccec2)c2ec(Clcecl2 Structure: [0-1C(=0)c1nn(Cc2ccc(Cl)cc2Cl)c2cccccl2
Name: Ciprofibrate Name: MPCU
Method: Pharmacological Effect Method: Uptake/Binding
References: 4 References: 4, 106
Structure: CC(C)(Oclcec(ech)C1CCI(CHCHC(O-DH=0O Structure: Cclcec(ec1)S([O-
’ 1(=0)=NC(=0O)Nclcce(Cl)ccl
Name: Nitroxinil; Nitroxynil
Method: Pharmacological Effect Name: Tebufenpyrad
References: 4 Method: Pharmacological Effect
Structure: [O-]clc(@)cc(ccIN(=0)=0)C#N References: 4, 527
) CCc1nn(C)c(C(=0)NCc2ccc(cc2)C(C)(C)C)c
Name: Diclofenac Structure: 1Cl1
Method: Pharmacological Effect
References: 4 Name: UHDBT
Structure: [O-]C(=0)CclcccccINcle(Cl)ececlCl Method: Pharmacological Effect
References: 4
Name: Pyronine; Pyronin Y Structure: CCCCccceceeeceect=C([o-
Method: Fluorescence Microscopy 1c2nesc2C(=0)C1=0
References: 4, 185, 708
Structure: CN(C)cleec2C=C3C=CC(C=C30c2c1)=[N+] Name: Tetraphenylphosphonium
' ©)C Method: Pharmacological Effect
References: 4
Name: Nimesulide Structure: clcee(cel)[P+](clcceccl)(clcccccl)cleceecd
Method: Pharmacological Effect
References: 4 Name: Pentamidine
Structure: CS([O- Method: Pharmacological Effect
) 1)(=0)=Nclccc(cc1Oclceceecl)N(=0)=0 References: 4
Structure: NC(=[NH2+])c1ccc(OCCCCCOc2ccce(cc2)C(
TBTP (Thiobutyltriphenylphosphonium ) N)=[NH2+])ccl
Name: .
bromide)
Method: Uptake/Binding Name: D632; dihydrorhodamine 123
References: 4,37 Method: Fluorescence Microscopy
Structure: SCCCC[P+](clcccccl)(clceeccl)cleceecd References: 594, 601
COC(=0)clceccc1Clc2ece(N)ec20c2cc(N)ce
- Structure:
Name: Amquinate cl2
Method: Pharmacological Effect
References: 4 Name: Phosphate diethylstilbesterol
Structure: CCCclcc2C(=0)C(=C[N- Method: Pharmacological Effect
) ]c2ccIN(CC)CC)C(=0)0C References: 4
. CC\C(clcee(O)ec1)=C(/CC)clccc(OP([O-
Name: Safranin O Structure: D(O-])=0)ccl
Method: Pharmacological Effect
References: 4 Name: Sulofenur
Structure: Cclee2ne3ec(C)e(N)ee3[n+](- Method: Pharmacological Effect
) c3cceee3)c2ecIN References: 4




[O- Method: Fluorescence Microscopy
Structure: 1S(=0)(=NC(=0O)Nclccc(Clecl)clecc2CCCe References: 577
2cl Structure: CN(O)cleec2e(0C3=CC(C=CC3=C2c2ccccc?
i )=[N+](C)C)cl
Name: Buquinolate
Method: Pharmacological Effect Name: M7511; MitoTracker® Orange CM-H2TMRos
References: 4 Method: Fluorescence Microscopy
Structure: CCOC(=0)C1=C|[N- References: 306, 578
]c2cc(OCC(C)C)c(OCC(C)C)ec2C1=0 ) CN(C)clcce2C(c3cec(CCl)ee3)c3eec(ce30c2e
Structure:
1N(C)C
Name: Malachite green
Method: Uptake/Binding Name: Tioxaprofen
References: 4,41 Method: Pharmacological Effect
Structure: CN(C)clecee(ecl)C(cleccecl)=C1C=CC(C=C References: 4
i D=[N+](C)C Structure: CC(Sclnc(-c2cec(Cl)ec2)c(ol)-
’ clcee(Cl)ec1)C([O-)=0
Name: Pyridaben
Method: Pharmacological Effect Name: Rotenone
References: 4 Method: Pharmacological Effect
Structure: CC(C)(C)NIN=CC(SCc2ccc(cc2)C(O)(O)O)= References: 4
) C(CDHC1=0 Structure: COc1cc20CC30c4c5CC(Oc5ccc4C(=0)C3c2
) cc10C)C(C)=C
Name: Methylbenzoquate
Method: Pharmacological Effect Name: Hexachlorophene
References: 4 Method: Pharmacological Effect
Structure: CCCCclcc2C(=0)C(=C[N- References: 4
Jc2cc1OCclcccecl)C(=0)0C Structure: [O-Ic1e(Chee(Cle(ClyelCele([O-
) 1ec(Chee(ChelCl
Name- D288; 4-(4-(dimethylamino)styryl)-N-
) methylpyridinium iodide4-Di-1-ASP Name: Perfluorooctanoic acid
Method: Fluorescence Microscopy Method: Pharmacological Effect
References: 244 References: 4
Structure: CN(O)clccc(cc)\C=C\clcc[n+](C)ccl [O-
Structure: JC(=0)C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)
Name: Menoctone C(F)(F)CE)(F)F
Method: Pharmacological Effect
References: 4 Name: Decoquinate
[O- Method: Pharmacological Effect
Structure: ]C1=C(CCCCCCCCC2CCCCC2)C(=0)C(=0 References: 4
)c2cceecel?2 Structure: CCCCCCCCCCOc1cc2C(=0)C(=C[N-
) ]c2cc10CC)C(=0)OCC
Name: Cinnarizine
Method: Pharmacological Effect ) M7510; MitoTracker® Orange CMTMRos;
Name: .
References: 4 Tetramethylrosamine
) CIC[NH+](CCNIC\C=C\clcccecl)C(cleceee Method: Fluorescence Microscopy
Structure:
1)clceeecl References: 579
Structure: CN(O)cleec2e(0C3=CC(C=CC3=C2c2ccc(C
Name: Crystal violet ’ Cl)cc2)=[N+](C)C)cl
Method: Uptake/Binding
References: 4, 41 Name: Ranolazine
Structure: CN(O)clcec(ecl)C(clecc(cc1)N(C)O)=C1C= Method: Pharmacological Effect
’ CC(C=C1)=[N+](O)C References: 4
Structure: COclcceecl1OC[C@H](O)CNICCN(CC1HCC(
Name: Haloperidol ’ =0)Nclc(C)cceclC
Method: Pharmacological Effect
References: 4,6 Name: MKT-077
Structure: OCI1(CC[NH+](CCCC(=0)c2ccc(F)cc2)CCl1) Method: Fluorescence Microscopy
’ cleee(Cl)ecl References: 4, 190
Structure: CCN1C(=0)\C(S\C1=C/clccee[n+]1CC)=CI1\
Name: T639; Tetramethylrosamine chlorid ’ Sc2cccce2N1C




¢c2C([0-])=0)=[N+](CC)CC)cl

Name: R14060; RedoxSensor™ Red CC-1
Method: Fluorescence Microscopy Name: Myxothiazol
References: 306 Method: Pharmacological Effect
Structure: CN(O)clcec2C(c3cec(cc30c2c1)N(C)C)cle(F References: 4
’ )c(F)c(F)c(F)c1F COC(\C=C\clcsc(nl)-
Structure: clese(nl)C(CONC=C\C=C\C(C)O)C(C)CONOO)
Name: Fluphenazine =C/C(N)=0
Method: Pharmacological Effect
References: 4, 58 Name: M7513; MitoTracker® Red CM-H2XRos
Structure: OCCNI1CC[NH+](CCCN2c3cccee3Sc3ccc(ce Method: Fluorescence Microscopy
’ 23)C(F)(F)F)CC1 References: 50
Structure: ClCclccee(cel)Clc2cc3CCCN4CCCe(c20c2¢
Name: Rhodamine 6G ) 1cc1CCCN5CCCc2c15)c34
Method: Fluorescence Microscopy
References: 4,76 Name: T668; Tetramethylrhodamine, methyl ester,
Structure: CCNc1cc20C3=C\C(=N\CO\C(C)=CC3=C(c perchlorate; TM'RM
) 2cc1C)clccecec1 C(=0)OCC Method: Fluorescence Microscopy
References: 463
Name: D633; Dihydrorhodamine 6G Structure: COC(=0)clcceec1C1=C2C=CC(C=C20c2cc(
Method: Fluorescence Microscopy ) ccc12)N(O)O)=[N+](CO)C
References: 601, 710
CCNclec20c3cc(NCC)e(C)ec3C(c2eclC)cle i L6868; Bis-N-methylacridinium nitrate;
Structure: cceel C(=0) OCC( o) ( ) Name: Lucigenin
Method: Uptake/Binding
Name: Cyhalothrine; Cyhalothrin References: 580
Method: Pharmacological Effect Structure: C[n+]1c2cceec2ce(-
References: 4 c2c3cccee3[n+](C)c3cceec23)c2eecccl?2
Structure: CC1(C)C\C=C{/CI)C(F)(F)F)C1C(=0)OC(C#
) N)clceee(Oc2cccec2)cl Name: Janus green B
Method: Cell Fractionation
Name: P243; 1-pyrenehexadecanoic acid References: 712
Method: Fluorescence Microscopy Structure: CCN(CC)clcce2ne3ccec(ce3[n+](-
References: 672 c3cceec3)c2e1)\WWN=N\clcee(cc)N(C)C
[O-
Structure: 1C(=0)CCCCCCCCCCCCCCCclcec2eec3cec Name: Perfluorodecanoic acid
cdeeclce2c34 Method: Pharmacological Effect
References: 4
Name: Dequalinium [O-
Method: Fluorescence Microscopy Structure: JC(=0)C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)
References: 4,27 CHEBCEB®ECEECHEEE
Structure: Cclce(N)c2ceceeee2[n+]1CCCCCCCCCCn+]1 .
) ¢(C)cc(N)c2cceecl2 Name: T669; Tetramethylrhodamine, ethyl ester,
perchlorate; TMRE
Name: Betulinic acid Method: Fluorescence Microscopy
Method: Pharmacological Effect References: 463
References: 4 ) CCOC(=0O)clcceccl1C1=C2C=CC(C=C20c2c
Structure:
Structure: CC(=C)Cl1CC2(cee3(o)c(cece4cs(oec c(ccc12)N(C)O)=[N+](O)C
C(0)C(C)(C)C5CCC340)C12)C([0-)=0
Name: M7512; MitoTracker® Red CMXRos
Name: Victoria blue Method: Fluorescence Microscopy
Method: Pharmacological Effect References: 50, 582
References: 4 Structure: ClICclcee(ccl)C1=C2C=C3CCC[N+]4=C3C(
Structure: CN(C)clece(ce)C(elcec(cc1)N(C)C)=C1C= CCC4)=C20c2c3CCCNACCCc(cc12)c34
’ C/C(=N/c2cceec2)c2eccecl2
Name: M?22426; MitoTracker® Deep Red 633
Name: Rhodamine B Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 607
References: 677,711 Structure: C[N+]1=C(/C=C\C=C\C=C2/N(Cc3ccc(CCl)c
Structure: CCN(CC)clece2¢(0C3=CC(C=CC3=C2c2ccc i ¢c3)c3ceece3C2(C)C)C(C)(C)e2ececc]2
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CN1c2ceecc2C(C)(O)\C1=C/C=C/C=C/cIn(C

Name: Protoporphyrin IX Structure: c2ccc(CChee2)c2ec(Chc(Chee2[n+]1Cclcec(
Method: Uptake/Binding CCl)ccl
References: 4,118
Cclc(CCC([O- Name: Rhodopinal glucoside; RPA
Structure: 1)=0)c2cc3nc(cc4[nH]c(cc5[nH]c(cc1n2)c(C) Method: Pharmacological Effect
¢c5C=C)c(C)c4C=C)c(C)c3CCC((O-])=0 References: 4
C\C(O)=C\C=C\C(O)=C\C=C\C(O)=C\C=C\C
Name: Xanthomegnin Structure: (CO)=C\C=C\C=C(O)\C=C\C=C(O)\C=C\C=
Method: Pharmacological Effect ’ C(/C)CCCC(C)(C)OCI0C(CO)C(O)C(O)C1
References: 4 9)
COC1=C(C(=0)c2c(0)c3C(=0)OC(C)Cc3cc2
Structure: C1=0)C1=C(0C)C(=0)c2cc3CC(C)OC(=0)c Name: Rhod-2
3¢(0)c2C1=0 Method: Pharmacological Effect
References: 4
Name: Bromophenophos CN(C)clcee2e(Oc3cec(cee3C2=C2C=CC(C(O
Method: Pharmacological Effect Structure: CCOc3cc(C)cce3N(CC([O-])=0)CC(JO-
References: 4 D=0)=C2)=[N+](CC([O-])=0)CC([O-
Structure: Oclce(Br)ce(Br)cl-cle(Br)ce(Br)cc10P([O- D=0)N(C)C)cl
DAO-D=0
Name: Rhodamine 123
Name: D378; 3,3'-diheptyloxacarbocyanine iodide; Method: Fluorescence Microscopy
' DiOC7(3) References: 4
Method: Fluorescence Microscopy Structure: COC(=0)clcecceclC1=C2C=CC(=[NH2+])C=
References: 582 ) C20c2cc(N)ceel2
Structure: CCCCCCCNINC(Oc2cccec12)=C\C=C\cloc2c
’ ccec2[n+]1CCCCCCC Name: Methylene Blue
Method: Pharmacological Effect
T3168; 5,5',6,6'-tetrachloro-1,1',3,3'- References: 12
Name: tetraethylbenzimidazolylcarbocyanine iodide; Structure: CN(CO)clcec2ne3cce(ce3[s+]c2c)N(C)C
JC-1; CBIC2(3)
Method: Fluorescence Microscopy Name: Nefazodone
References: 52 Method: Pharmacological Effect
Structure: CCN1C(=C\C=C\c2n(CC)c3cc(Chc(Chece3[n References: 14
’ +]2CC)N(CC)c2cc(Chc(Clyecl2 Structure: CCC1=NN(CCCN2CCN(CC2)c2cccc(Chc2)C
’ (=O)N1CCOclccceecld
Name: M7514; MitoTracker® Green FM
Method: Fluorescence Microscopy ) IBTP; 4-iodobutyl-tri(phenyl)phosphanium
Name: . L.
References: 154 iodide
Structure: CNI\C(Oc2ccceecl2)=C/C=C/c1In(Cc2ccc(CCl Method: Cell Fractionation
’ )ee2)c2ec(Cle(Chee2[n+]1Cclecc(CCl)ecd References: 25
Structure: ICCCC[P+](clcceecl)(cleccecl)elecceecd
Name: Verteporfin
Method: Pharmacological Effect Name: IDTP
References: 4 Method: Cell Fractionation
COC(=0)CCcl1c(C)c2cc3nc(cc4[nH]c(ccSne(c References: 26
Structure: c1[nH]2)c(CCC([O- Structure: ICCCCCCCCCC[P+](clcceecl)(cleecceel)clce
1)=0)c5C)c(C=C)c4C)C1=CC=C([C@ @H](C ) cceel
(=0)00)[C@ @]31C)C(=0)0OC
Name: DecylTPP
Name: Ditercalinium Method: Cell Fractionation
Method: Pharmacological Effect References: 26
References: 4 Structure: CCCCCCCCCC[P+](cleccecl)(cleececl)ele
COclccec2[nH]c3cccdece[n+](CCNSCCC(CCS) ’ cceel
Structure: C5CCN(CC5)CC[n+]5¢cccbecc7[nH]c8ccc(OC
)ce8cTebe5)ccde3c2el MitoQ; [10-(4,5-dimethoxy-2-methyl-3,6-
: Name: dioxo-1,4-cyclohexadien-1-
Name: M?22425; MitoTracker® Red 580 ' yl)decy]triphenylphosphonium bromide;
Method: Fluorescence Microscopy Mitoquinone
References: 576 Method: Cell Fractionation
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References: 25, 26 Name: 2b
Structure: COC1=C(0OC)C(=0)C(CcceeeeeceCP+](e Method: Fluorescence Microscopy
) 2ccecec2)(c2ecccec2)c2ececc2)=C(C)C1=0 References: 19, 251
CNI\C(Sc2cceec12)=C\clcc[n+](CCCCCC(=
MitoVit E; [2-(3,4-dihydro-6-hydroxy-2,5,7,8- Structure: O)NC(Cc2cccec2)C(=O)NC(CCC\INH+]=C(\
Name: tetramethyl-2H-1-benzopyran-2- ’ N)N)C(=0)NC(Cc2cccec2)C(=0O)NC(CCCC[
yl)ethyl]triphenylphosphonium bromide NH3+])C(N)=0)c2cccccl2
Method: Cell Fractionation
References: 25,26 Name: 2c
Cc1c(C)c20C(C)(CCc2c(C)c10)CC[P+](clcc Method: Fluorescence Microscopy
Structure:
cccl)(clcccecl)cleceecd References: 19
CNI\C(Sc2cceec12)=C\clcc[n+](CCCCCC(=
Name: Chlortetracycline Structure: O)NC(Cc2cccec2)C(=0O)NC(CCC\INH+]=C(\
Method: Fluorescence Microscopy ’ N)N)C(=O)NC(CC2CCCCC2)C(=0O)NC(CCcC
References: 127 C[NH3+])C(N)=0)c2cccccl2
C[NH+](C)C1C2CC3C(C(=0)C2(0)C(=0)\C(
Structure: =C(/N)[O-])C1=0)=C([O- Name: 2d
Dclc(O)cee(Chc1C3(C)O Method: Fluorescence Microscopy
References: 19
Name: LCL120 CN1\C(Sc2cccccl12)=C\clec[n+](CCCCCC(=
Method: Pharmacological Effect Structure: O)NC(Cc2ccecc2)C(=0)NC(CCC\INH+]=C(\
References: 13 ’ N)N)C(=0)NC(C(c2cceec2)c2eccec2)C(=0)N
CC(NC(=0)CcceececceececceCn+]eee C(CCCCINH3+])C(IN)=0)c2cccecl2
Structure:
cc1)C(O)clcccecd
Name: 2e
Name: LCLS&5 Method: Fluorescence Microscopy
Method: Pharmacological Effect References: 19
References: 13 CNI\C(Sc2cceec12)=C\clcc[n+](CCCCCC(=
Structure: OCC(NC(=0)CCccCcreceececececeCn+]1ec Structure: O)NC(Cc2cceec2)C(=0)NC(CCCANH+]=C(
: ccc1)C(O)clcce(ce)N(=0)=0 N)N)C(=O0)NC(Cc2ccec3ceccc23)C(=0)NC(C
CCCI[NH3+]))C(N)=0)c2cccecl?2
Name: la
Method: Fluorescence Microscopy Name: 2f
References: 19 Method: Fluorescence Microscopy
CNI1\C(Sc2cecec12)=C\elec[n+](CCCCCC(= References: 19
O)NC(CC2CCCCC2)C(=0)NC(CCC\[NH+]= CCCCCCCNC(=0)C(CCC\INH+]=C(\N)N)
C(\N)N)C(=0)NC(CC2CCCCC2)C(=0)NC(C Structure: NC(=0)C(Cclcecec)NC(=0)CCCCCln+]1cc
Structure: CCC[NH3+])C(=0)NC(CC2CCCCC2)C(=0) c(\C=C2/Sc3cccce3N2C)c2ececc12)C(=0)NC
NC(CCC\[NH+]=C(\N)N)C(=0)NC(CC2CCC (CCCCINH3+)CEMN)=0
CC2)C(=0O)NC(CCCC[NH3+])C(N)=0)c2ccc
ccl2 Name: 2g
Method: Fluorescence Microscopy
Name: 1b References: 19
Method: Fluorescence Microscopy COclcec(CC(INC(=0)C(CCC\INH+]=C(\N)N)
References: 19 Structure: NC(=0)C(Cc2cccec2)NC(=0)CCCCCln+]2cc
CN1\C(Sc2cccccl12)=C\clec[n+](CCCCCC(= ' ¢(\C=C3/Sc4cceccdN3C)c3ececc23)C(=0)NC
O)NC(Cc2cceec2)C(=0)NC(CCC\[NH+]=C(\ (CCCCINH3+DC([O-)=O)ccl
Structure: N)N)C(=0)NC(Cc2cccec2)C(=0)NC(CCCC :

’ NH3+])C(=0)NC(Cc2ccccc2)C(=0)NC(CCC\ Name: MitoQH2
[NH+]=CAN)N)C(=O)NC(Cc2ccccc2)C(=0) Method: Cell Fractionation
NC(CCCC[NH3+])C(N)=0)c2cccccl2 References: 26

Structure: COclc(O)c(C)c(CCCCCCCCCCIP+](c2ccecec
Name: 2a ’ 2)(c2ccecc2)c2eccec2)e(0)e10C
Method: Fluorescence Microscopy
References: 19 Name: F16
CNI\C(Sc2cceec12)=C\clcc[n+](CCCCCC(= Method: Fluorescence Microscopy
Structure: O)NC(CC2CCCCC2)C(=0)NC(CCC\INH+]= References: 29

’ C(\N)N)C(=0O)NC(CC2CCCCC2)C(=0)NC(C Structure: C[n+]1cce(cc])\C=C\clc[nH]c2ccecel2

CCCI[NH3+])C(N)=0)c2cccecl?2
Name: Ethyl Violet; EV+




Method: Uptake/Binding Structure: clcee(ccl)-cleenecl
References: 41
Structure: CCN(CCO)clccee(ccl)C(cleee(ccl)N(CO)CO)= Name: Rhodamine 110; Rh 110
) C1C=CC(C=C)=[N+](CO)CC Method: Fluorescence Microscopy
References: 64
Name: Victoria Blue R; VBR+ Structure: Nclcec2e(OC3=CC(=[NH2+])C=CC3=C2c2c
Method: Uptake/Binding ’ cccc2C([O-)=0)c1
References: 41
Structure: CCN(CC)cleee(C(c2ece(ec2)N(C)C)=C2C=C HAO; 3,6-Bis(dimethylamino)-10-
’ C(C=C2)=[N+](C)C)c2cccecl2 Name: hexylacridinium; acridine orange 10-hexyl
bromide
Name: Victoria Blue B; VBB+ Method: Fluorescence Microscopy
Method: Uptake/Binding References: 72
References: 41 Structure: CCCCCC[n+]1c2cc(ccc2ec2ecc(cc12)N(C)C)
Structure: CN(C)clcee(cel)C(=C1C=CC(C=C1)=[N+](C N(C)C
’ )C)clcec(Ne2ceeec2)c2eccecl2
MAQO:; 3,6-Bis(dimethylamino)-10-
Name: Victoria Pure Blue BO; VPBBO+ Name: methylacridinium Iodide; acridine orange 10-
Method: Uptake/Binding methyl iodide
References: 41 Method: Fluorescence Microscopy
Structure: CCNclcce(C(c2ece(cc2)N(CC)CC)=C2C=CC References: 72
) (C=C2)=[N+](CC)CC)c2cccccl? Structure: CN(C)clccc2ec3ecc(ec3[n+](C)c2c1)N(C)C
MitoPeroxidase; 2-[4-(4- NAO; 3,6-Bis(dimethylamino)-10-
Name: triphenylphosphoniobutoxy)phenyl]-1,2- Name: nonylacridinium bromide; acridine orange 10-
benzisoselenazol)-3(2H)-one iodide nonyl bromide
Method: Uptake/Binding Method: Fluorescence Microscopy
References: 38 References: 72
) O=CIN([Se]c2cceccl2)clecc(OCCCC[P+](c2 ) CCCCCCCCC[n+]1c2cc(cec2ec2ecce(ccl12)N(
Structure: cceec2)(c2cceec2)c2eccec2)ecl ( Structure: O)CON(O)C
Name: Ebselen Name: Oxytetracycline; Terramycin
Method: Uptake/Binding Method: histo
References: 38 References: 74
Structure: O=CIN([Se]c2cccecl2)clecccecd C[NH+](CO)C1C2C(0)C3C(C(=0)C2(0)C(=0
Structure: NC(=C(/N)[O-])C1=0)=C([O-
Name: HMP Ic; 3,3’-[0, ®’-alkanediylbis(oxy)[2- Dele(O)ecec1 C3(O)0
' (hydroxylimino)methyl]-1-methylpyridinium
Method: Uptake/Binding Name: Rhodamine 3B; R3B
References: 47 Method: Fluorescence Microscopy
Structure: C[n+]1ccec(OCCCCOCc2cce[n+](C)c2\C=N\[ References: 76
) O-]cI\C=N\[O-] Structure: CCOC(=0O)clcceecl1C1=C2C=CC(C=C20c2c
) c(ccc12)N(CC)CC)=[N+](CC)CC
Name: HMP 1d; 3,3’-[o, »’-alkanediylbis(oxy)[2- .
' (hydroxylimino)methyl]-1-methylpyridinium Name: DiOC2(3)
Method: Uptake/Binding Method: Fluorescence Microscopy
References: 47 References: 76
Structure: C[n+]1ccecc(OCCCCCOc2ccc[n+](C)c2\C=N\[ Structure: CCNI\C(Oc2cccec12)=C\C=C\cloc2ccecee2[n
) O-])c1\C=N\[O-] +]1CC
Name-: HMP le; 3,3’-[w, »’-alkanediylbis(oxy)[2- Name: APMC (azopentylmethylindocarbocyanine)
) (hydroxylimino)methyl]-1-methylpyridinium Method: Fluorescence Microscopy
Method: Uptake/Binding References: 77
References: 47 Structure: CN1c2cceec2C(C)(O\C1=C/C=C/C1=[N+](C
Structure: Cln+]1ccecc(OCCCCCCOc2ccc[n+](C)c2\C= CCC2(C)N=N2)c2ccccc2C1(C)C
) N\[O-])c1\C=N\[O-]
Name: PhoCy
Name: MPP+; 1-methyl-4-phenylpyridinium Method: Fluorescence Microscopy
Method: Uptake/Binding References: 78
References: 49 Structure: CN1c2cec(CNc3cecc(cc3N(=0)=0)N=[N+]=[
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N- Method: Fluorescence Microscopy
Dcc2C(C)(ON\C1=C\C=C\C1=[N+](C)c2ccc(C References: 127
Nc3cee(ee3N(=0)=0)N=[N+]=[N- C[NH+](C)C1C2CC3C(0)c4c(Cl)cec(0)cdC([
Dec2C1(OC Structure: 0-])=C3C(=0)C2(0)C(=0)\C(=C(/N)[O-
NC1=0
mTHPC (meso-tetrahydroxyphenylchlorin);
Name: . - —
Foscan; Temoporfin Name: Porphyrin Derivative 4
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 83 References: 132
Oclecee(cl)-c1¢2CCe(n2)c(- CCcle(C)e2nelcel[nH]c(ce3ne(cc4[nH]c(c(C
Structure: c2ccec(0)c2)c2ecc([nH]2)c(- )c4CC)c2-
’ c2cece(O)c2)c2eec(n2)e(- Structure: c2cc(OCc4cc(ce(c4)CE)EF)F)CE)(F)F)ec(OC
c2ccec(0)c2)c2ceccl[nH]2 cdec(ce(cd)C(F)(F)F)CF)(F)F)c2)c(C)ec3CCC
(=0)0C)c(CCC(=0)OC)c1C
Name: Photofrin
Method: Fluorescence Microscopy Name: Chlorin 30
References: 95 Method: Fluorescence Microscopy
CCclc(C)c2cec3nc(ccdne(cc5[nH]e(ccl[nH]2)c References: 132
Structure: (C)c5C(C)0)c(C)c4CCC(JO-)=0)c(CCC([O- CCclc(C)c2[nH]cleclne(ec3[nH]c(ccdne(c2-
1=0)c3C c2cc(OCc5cc(ce(c5)C(F)(F)F)CF)(F)F)cc(OC
Structure: cSce(ce(eS)CF)(F)F)C(F)(F)F)c2)C(C)(0)C4(
Name: Aminolevulinic Acid 0)CO)c(C)c3CCC(=0)0C)c(CCC(=0)0C)c1
Method: Fluorescence Microscopy C
References: 95
Structure: [NH3+]CC(=0O)CCC([O-))=0 Name: Bacteriochlorin 31
Method: Fluorescence Microscopy
Name: CPO References: 132
Method: Fluorescence Microscopy CCclc(C)c2[nH]clcclnc(ec3[nH]c(ccdnc(c2-
References: 99 c2cc(OCcScc(ce(c5)CF)(F)F)CF)(F)F)cc(OC
CC(CCO)CC(O)N(0O)CCCC(NC(C)=0)C(=0) Structure: cSce(ce(e5)CF)F)F)CF)(F)F)c2)C(C)(0)CA(
Structure: OCC\C=C\C(O)N(O)\C=C\CCINC(=0)C(NC 0)CC)c(C)e3CCC(=0)OC)C(0)(CCC(=0)0C
1=0)\C=C\CN(O)C(0O)CC(C)CCO )C1O)0
Name: Mesochlorin; Mce6 Name: 6-Aminoquinoline Derivative 2
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 100 References: 137
CCclc(C)c2cc3[nH]c(ccdne(c(CCC([O- Structure: Ccle(N2CCc3ecece3C2)e(N)ec2C(=0)C(=CN
Structure: 1)=0)c4C)c(CC(=0)NCC[NH3+])c4[nH]c(ccl (C3CC3)c12)C([O-D=0
n2)c(C)cd4C([O-])=0)c(C)c3CC
Name: 6-Aminoquinoline Derivative 3
] EDKC; N,N'"-bis(2-ethyl-1,3- Method: Fluorescence Microscopy
Name: dioxolane)kryptocyanine References: 137
Method: Fluorescence Microscopy CN1C=C(C([O-
References: 109 Structure: D=0)C(=0)c2cc(N)c(ccl12)NICCN(CCl)clcec
Structure: C1COC(CCN2C=C/C(=C/C=C/c3cc[n+](CCC cenl
) 40CCO4)c4cccec34)c3ccccc23)0O1
DADP-a; 5,10-di[4-(N-
MBMG; Methylglyoxal- Name: trimethylaminophenyl)-15,20-
Name: . . .
bis(guanylhydrazone)] diphenylporphyrin
Method: Pharmacological Effect Method: Fluorescence Microscopy
References: 126 References: 138
Structure: CC(\C=N\N=C(N)N)=N/N=C(N)N CIN+](C)(C)clece(cel)-cle2ece(n2)e(-
Structure: c2ccc(cc2)[N+](C)(C)C)c2ceee([nH]2)e(-
Name: Topotecan c2cccec2)c2ece(n2)c(-c2cccee2)c2eccl[nH]2
Method: Fluorescence Microscopy
References: 130 Name: 99mTc-sestamibi
CCC1(0)C(=0)0CC2=C1C=CIN(Cc3cc4c(C Method: Cell Fractionation
Structure: .
[NH+](C)C)c(O)cecdnc13)C2=0 References: 144
Structure: COC(C)(C)C[N+]#C
Name: Demethylchlortetracycline; Demeclocycline
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Name: Fura-2 =0)OCCO)C(CO)CIC
Method: Fluorescence Microscopy
References: 168 Name: XF 70
Cclccc(N(CC([O-)=0)CC([O- Method: Fluorescence Microscopy
Structure: 1D=0)c(OCCOc2cc3cc(oc3cc2N(CC([O- References: 215
1)=0)CC(]O-]1)=0)-c2ncc(02)C([O-])=0)cl CIN+](C)(C)CCCOclccee(cl)-
Structure: clc2cee(cc3ecc([nH]3)c(-
Name: Pancratistatin ’ c3cccc(OCCCIN+](C)(C)C)ce3)c3cecec(ecdcecel [
Method: Pharmacological Effect nH]4)n3)n2
References: 169
Structure: OC1C(0)C(0O)C2C(NC(=0)c3c(0)c40COc4c Name: XF 73
veture: c23)C10 Method: Fluorescence Microscopy
References: 215
Name: Anthralin CIN+](C)(C)CCCOclccc(ecl)-
Method: Fluorescence Microscopy Structure: clc2ccc(ce3ceee([nH]3)c(-
References: 178 ’ ¢c3ccc(OCCCIN+](C)(C)C)ec3)c3cec(ecdeccl |
Structure: Oclceec2Cc3cecec(0)ec3C(=0)c12 nH]4)n3)n2
Name: Paclitaxel Name: Silicon (IV) Phthalocyanine;
Method: Pharmacological Effect ' SIPc[C3H5(NMe2)20](OMe)
References: 188 Method: Fluorescence Microscopy
CC(=0)OCIC(=0)C2(C)C(O)CC30CC3(0C( References: 217, 427
Structure: C)=0)C2C(0OC(=0)c2cceec2)C2(0)CC(OC(= COI[Si]1(OC(CN(C)C)CINH+](C)C)n2c3cedn
: 0)C(O)C(NC(=0)c3ccece3)c3ecece3)C(C)=C Structure: c(ceSnlce(eclIne(cc2c2eccec32)c2eceecl2)clec
1C2(C)C cceS1)cleccecd
Name: Gossypol Name: SS-02; Dmt-D-Arg-Phe-Lys-NH2; (Dmt!)-
Method: Pharmacological Effect DALDA
References: 189 Method: Fluorescence Microscopy
Structure: CC(C)clc(0)c(0)c(C=0)c2c(0)c(c(C)ecl2)- References: 31, 156
) c1e(C)ec2e(C(C)C)e(0)e(0)c(C=0)c2c10 Celec(0)ee(C)e1CC(INH3+])C(=O)NC(CCC
Structure: NC(N)=[NH2+])C(=0O)NC(Cclcccecl)C(=0)
Name: Mahanine NC(CCCC[NH3+])C(N)=0
Method: Pharmacological Effect
References: 192 SS-19; Dmt-D-Arg-Phe-atnDap-NH2;
Structure: CC’;CCZ((C:)_=CC1\CCC1(C)Oc20c:c3c4ccc(0)cc4[nH] . .
ame: (Dmtl,atnDap*)-DALDA
Name: Bacteriopurpurinimide Derivative 8
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 212 ReferenlceS‘ 31, 156
S/CCCS([:;I:I({:; l]g((\zco 252&%8}%2%&45)1\10\&: Cclec(0)ee(C)c1CC(INH3+])C(=0)NC(CCC
Structure: C)C6C)C(C1=0)=C2N3)C(C)=C5C(C)OCCC Structure: NC(N)=[NH2+])C(=0O)NC(Cclcccccl)C(=0)
)C(C)CACC NC(C(N)C(=0)clcceecIN)C(N)=0
Name: Bacteriopurpurinimide Derivative 9 II:I/Ialgle: " lssls 31 D-Argl-vlimt-Lys-Phe-NHZ
Method: Fluorescence Microscopy cnoc torescence AICToScopy
References. 212 References: 31
- — — Cclce(O)ec(C)c1CC(NC(=0)C(INH3+])CCC
iy iy tructure: = +C(= +NC(=
CCCCCCCOC(O)C1=C(C)C2[NH2+]CI1NC=C S NC(N)=[NH2+])C(=0)NC(CCCCINH3+])C(
Structure: I/N=C(/C=C3NC4=C(C(=0)N(CCCCCC)C(= 0)NC(Ccleccec])C(N)=0
’ 0)C4=C\3C)C3=N/C(=C\2)C(C)C3CCC(=0)
OCCO)C(CO)CIC
)C(CC) MitoDC-81; [4-((11aS)-7-methoxy-1,2,3,11a-
Name: Bacteriopurpurinimide Derivative 10 Name: tetrahydro-5H-pyrrolo[2,1-
- c][1,4]benzodiazepin-5-on-8-oxy)butyl]
Method: Fluorescence Microscopy . LT
Ref. D triphenylphosphonium iodide
clerences. Method: Fluorescence Microscopy
CCCCCCCCCCOC(C)C1=C(O)C2[NH2+]C1\ References: 39
Structure: C=CI1/N=C(/C=C3NC4=C(C(=0)N(Cccccc - — —
)C(=0)C4=C\3C)C3=N/C(=C\)IC(C)CICCC( | | Structure:  COC1EC2CEOMNICCCEIC=NC2ecl OCCCC]

P+](clceeccl)(clecceel)clecececl
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(=0)OC)c3[nH]c(ccdnc(ccl1[nH]2)C1(C)C(C(

Name: Isometamidium =0)0OC)C(=CC=C41)C(=0)0C)c(C)c3C(=0)
Method: Cell Fractionation oC
References: 205
CC[n+]1c(- Name: Bacteriochlorin Derivative 18
Structure: c2cccec2)c2ec(cec2e2ecc(N)cc12)\2N=N\Nclc Method: Fluorescence Microscopy
cce(c1)C(N)=[NH2+] References: 532
CCclc(C)c2cc3nc(C(CCC(=0)0C)C3C)c(C(=
Name: 5(6)Carboxyfluorescein-Containing Structure: 0)OC)c3[nH]c(ccdne(ccl[nH]2)C1(C)C(C(=
) Tetragunidinium Vector 0)OC)C(=CC=C41)C(=0)OC)c(C)c3C(=0)0O
Method: Fluorescence Microscopy C
References: 33
CCCCISi](OCCICCN2CCC(CSCC3CCN4cC Name: Bacteriochlorin Derivative 19
C(CSCC5CCN6CCC(CSCCTCECNECCC(CSC Method: Fluorescence Microscopy
Structure: CNC(=0)c9ccc%10C(=0)0OC%11(c%12ccc( References: 532
’ 0)cc%120c%12cc(O)ccc%11%12)c%10c9)N CCCCCCNI1C(=0)c2c3nc(cc4[nH]c(cecSne(ce
C8=[NH+]7)NC6=[NH+]5)NC4=[NH+]3)NC Structure: 6[nH]c2c(C1=0)c6C)C1=CC=C(C(C(=0)0OC)
2=[NH+]1)(clcccccl)cleeceeel ’ C51C)C(=0)0C)c(CC)c4C)[C@ @H](C)C3C
CC(=0)0C
Name: Pyropheophorbide-a Derivative 5
Method: Fluorescence Microscopy Name: Bacteriochlorin Derivative 20
References: 92 Method: Fluorescence Microscopy
CCCCCOC(O)C1=C(C)/C2=C/C3=N/C(C(CC References: 532
Structure: C([O- CCclc(C)c2cc3nc(C(CCC(=0)0C)C3C)e3C(
])=0)C3C)=C3CC(=0)C4=C/3NC(/C=C3\N= Structure: =0)N(Cc4cc(cc(c4)C(F)(F)F)CF)(F)F)C(=0)
C(\C=C\IN2)C(C)=C\3CC)=C4C ’ c4c(C)c(ecdSnc(ccl [nH]2)C1(C)C(C(=0)OC)C
(=CC=C51)C(=0)OC)[nH]c34
Name: Pyropheophorbide-a Derivative 6
Method: Fluorescence Microscopy POR10; 5,10,15,20-tetrakis(1-
References: 92 Name: decylpyridinium-4-yl)-21H.23H-porphyrin
CCCCCCOC(O)C1=C(C)/C2=C/C3=N/C(C(C tetrabromide
Structure: CC([O- Method: Pharmacological Effect
’ ])=0)C3C)=C3CC(=0)C4=C/3NC(/C=C3\N= References: 231
C(\C=C\IN2)C(C)=C\3CC)=C4C CCCCcCcCCCCCn+]1cee(ccl)-cle2eec(n2)e(-
Structure: c2cc[n+](CCCCCCCCCC)ec2)c2cee([nH]2)c(
Name: LY 219703; N-(4-azidophenylsulfonyl)-N'-(4- -c2cc[n+](CCCCCCCCCC)cc2)c2cece(n2)e(-
) chlorophenyl)urea c2cc[n+](CCCCCCCCCC)cc2)c2cccl[nH]2
Method: Cell Fractionation
References: 533 Name: Pyridoxal 5'-Phosphate
[O- Method: Uptake/Binding
Structure: 1S(=0)(=NC(=O)Nclccc(Cl)cecl)clecc(ecl)N References: 243
=[N+]=[N-] Structure: Cclncc(COP([O-D([O-)D=0)c(C=0)c10
Name: LCL-30 Name: DASPMI;
Method: Pharmacological Effect ) Dimethylaminostyrylmethylpyridinium Iodine
References: 206 Method: Fluorescence Microscopy
Structure: CCCCCCCCCCCCCCCC(=0)NC(CO)C(ON References: 244
) C=C\CCCCcccceeeccec Structure: CN(O)clccc(ccI)\C=C\clccee[n+]1C
Name: Bacteriochlorin Derivative 16 Name: Tetramethylethidium Bromide
Method: Fluorescence Microscopy Method: Uptake/Binding
References: 532 References: 246
CCclc(C)c2ec3nc(C(CCC(=0)0C)C3C)c3CC CCln+]1c(-
Structure: (=0)c4c(C)c(ccSnc(ecl [nH]2)C1(C)C(C(=0) Structure: c2ccccec2)c2ec(N)eee2e2ce(C)e(C)e(ec12)N(C)
0C)C(=CC=C51)C(=0)OC)[nH]c34 C
Name: Bacteriochlorin Derivative 17 Name: Betaine B
Method: Fluorescence Microscopy Method: Uptake/Binding
References: 532 References: 246
Structure: CCclc(C)c2cec3nc(C(CCC(=0)0C)C3C)e(CC Structure: CCO[n+]1c(-
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c2cccec2)c2ec(N)cec2ce2eec(O)ecl? Name: Fusaric Acid
Method: Pharmacological Effect
Name: PTP1; 2-amino-5H- References: 254
' pyrido[3',2;5,6]thiopyrano[4,3-d]pyrimidine Structure: CCCCclcce(ncl)C([0O-))=0
Method: Pharmacological Effect
References: 250 Name: MIBG (Meta-lIodobenzylguanidine)
Structure: Nclncc2CSc3nccee3-c2nl Method: Pharmacological Effect
References: 262
Name: Cyanine Dye Conjugate 4b Structure: NC(=[NH2+])NCclccce(I)cl
Method: Fluorescence Microscopy
References: 251 Name: Metoclopramide
Structure: COC(=0)CCCCC[n+]1ccc(cc I )\C=C1\Sc2ccce Method: Cell Fractionation
) cc2N1C References: 264
Structure: CC[NH+](CC)CCNC(=0)clce(Cl)c(N)cc10C
Name: Cyanine Dye Conjugate 6b
Method: Fluorescence Microscopy Name: HIPDM
References: 251 Method: Cell Fractionation
Structure: COC(=0)CCCCC[n+]1ccc(ccI )\C=C/C=CI1\S References: 265
) c2cccec2NIC Structure: CN(CCC[NH+](C)C)Cclcc()cc(C)c10
Name: Cyanine Dye Conjugate 7b Name: Ditercalinium
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 251 References: 266
Structure: COC(=0)CCCCC[n+]1ccc(\C=C/C=C2\Sc3cc COclccc2[nH]c3cccdec[n+](CCC[NH+]5CC
cce3N2C)c2cceccl2 Structure: C(CCS5)CSCCINH+](CCCIn+]6¢cccTccc8[nH]c
9ccc(0C)cc9c8c7c6)CCS)ccdc3c2cl
Name: Cyanine Dye Conjugate 4c
Method: Fluorescence Microscopy Name: Genistein
References: 251 Method: Pharmacological Effect
CNI\C(Sc2cceecl12)=C/clcc[n+](CCCCCC(= References: 267
Structure: O)NC(Cc2cccec2)C(=0)NC(CCCNC(N)=[NH Structure: Oclcce(cel)C1=COc2cc([O-])cc(0)c2C1=0
24+])C(=0)NC(Cc2ccccc2)C(=0)NC(CCCCIN
H3+DCIN)=O)ccl Name: Aflatoxin B1
Method: Pharmacological Effect
Name: Cyanine Dye Conjugate 6¢ References: 268
Method: Fluorescence Microscopy ) COc1cc20C30C=CC3c2c20C(=0)C3=C(CC
References: 251 Structure: C3=0)c12
CN1c2ceecc2S\C1=C/C=C\clcc[n+](CCCCC
Structure: C(=0)NC(Cc2ccecc2)C(=0)NC(CCCNC(N)= Name: Rubratoxin B
[NH2+])C(=0)NC(Cc2cccec2)C(=0)NC(CCC Method: Pharmacological Effect
CINH3+]))C(N)=0)ccl References: 269
CCCCCCC(O)C1IC(O)C2=C(CC(CC3=CI1C(=
Name: Cyanine Dye Conjugate 7¢ Structure: 0)0C3=0)C(0)C1CC=CC(=0)01)C(=0)0C
Method: Fluorescence Microscopy 2=0
References: 251
CNI\C(Sc2cceecl2)=C/C=C\clcc[n+](CCCC Name: FUdRFloxuridine
Structure: CC(=0)NC(Cc2ccccc2)C(=0)NC(CCCNC(N) Method: Distr.others
=[NH2+])C(=0O)NC(Cc2ccccc2)C(=0O)NC(CC References: 260
CCINH3+))CN)=0)c2ccceel2 Structure:  OCCIOC(CCIO)NIC=C(F)C(=0)NC1=0
Name: DNCTT - Name: Pyrrolo(2,3-h)quinolone Compound 10
Method: Pharmacological Effect Method: Fluorescence Microscopy
References: 252 References: 275
Structure: FC(F)(F)clcc(c(Che(c1)N(=0)=0)N(=0)=0 Cclec2C3=C(CCe2nl-
Structure: 1 ceee1)C=C(C(=0)N3)S(=0)(=O)c | ceecc
Name: DDT
Method: Pharmacological Effect Name: Pyrrolo(2,3-h)quinolone Compound 11
References: 253 Method: Fluorescence Microscopy
Structure: Clclcec(cc1)C(cleee(Cl)cc1)C(CH(CHC References: 275
Structure: Cclcc2C3=C(CCc2nl-




clecececl)C=C(C(=0)N3)C(=0O)clcececd

c2cee[n+](C)c2F)c2ccc([nH]2)c(-
c2cee[n+](C)c2F)c2ccc(n2)c(-

Name: Pyrrolo(2,3-h)quinolone Compound 12 c2ccee[n+](C)c2F)c2cccl[nH]2
Method: Fluorescence Microscopy
References: 275 Name: MitP
Structure: Cclcc2C3=C(CCc2nl- Method: Fluorescence Microscopy
veture: clcececl)C=C(C#N)C(=0)[N-]3 References: 309
CCC(C)C(INH3+])C(=0)NC(CC(N)=0)C(=0
Name: Pyrrolo(2,3-h)quinolone Compound 13 INC(CC(C)C)C(=O)NC(CCCC[NH3+])C(=0)
Method: Fluorescence Microscopy NC(CCCC[NH3+])C(=O)NC(CC(C)O)C(=0)
References: 275 Structure: NC(C)C(=O)NC(CCCC[NH3+])C(=0)NC(CC
S . CCOC(=0)C1=CC2=C(NC1=0)clcc(C)n(cI1C (OO)C(=0)NC(C)(C)C(=O)NC(CCCC[NH3+
tructure: C2)-cleccecl ])C(=0)NC(CCCC[NH3+])C(=O)NC(C(C)CC
)C(=0)NC(CC(C)C)C(N)=0
Name: Pyrrolo(2,3-h)quinolone Compound 14 i
Method: Fluorescence Microscopy Name: Z-Gly-RGD-f-mitP
References: 275 Method: Fluorescence Microscopy
S _ Cclec2C3=C(CCc2n1C)C=C(C(=0)N3)S(=0) References: 309
trueture: - _g)e1eceeel SCS(C)C(NC(=O)C(CClcccccl)NC(=O)C(C
([O-
Name: Pyrrolo(2,3-h)quinolone Compound 15 };;%Egég)cc(ljg;g%)cclig‘;ccfgg((ljggé{(?
Method: Fluorescence Microsco - ~ ~
Reforenos 75 B Stvetre: | COI=0)C(=ONC(CC(C)C)C(=0)NC(CCCC
— — — — ’ [NH3+])C(=O)NC(CCCC[NH3+])C(=0)NC(
Structure: )Ccilc‘;cciff"c(cccznlC)C‘C(C(‘O)m )C=0 CC(C)C)C(=0)NC(C)C(=0)NC(CCCC[NH3+
DC(=0)NC(CC(C)C)C(=0)NC(C)(C)C(=O)N
Name: Pyrrolo(2,3-h)quinolone Compound 16 SE)C)ISE(CC[IS?C?;E]))CC ((;;)_ )(I;I C(CCCCINH3+DC(
Method: Fluorescence Microscopy = =
References: 275 Name: Coenzyme Q9
. Cc1cc2C3=C(CCc2n1Cclcccecl)C=C(C(=0) - - -
Structure: Method: Cell Fractionation
N3)S(=0)(=0)clccccel References: 319
. COCI1=C(0C)C(=0)C(C\C=C(/C)CcCc\e=C(/C
Name: Pyrr010(2,3-h)q1'11nolone Compound 17 )CC\C=CE/C))CC(\C=)C((/ C)CC\é:é(/C)CC\é:
Method: Fluorescence Microscopy Structure: C(/C)CC\C=C(/C)CC\C=C(/C)CCC=C(C)C)=
References: 275 C(C)C1=0
Cc1cc2C3=C(CCc2n1Cclcccecl)C=C(C(=0)
Structure: N3)C(=0O)clcceccl
— Name: Conenzyme Q10
N : EPED3 Method: Cell Fractionation
Manllf.d‘ Ph Toaical Eff References: 319
cthod: ‘ armacological Elfect COC1=C(0OC)C(=0)C(C\C=C(/C)CC\C=C(/C
References: 277 Structure. | JCO\C=CUCICO\C=C(/C)CC\C=C(/C)CC\C=
Structure: G IOCCOclceczinHlie3e(Cpedcencedel © C(IC)CC\C=C(/C)CC\C=C(/C)CC\C=C(/C)C
)e3c2¢ CC=C(C)C)=C(C)C1=0
Name: Methylene Blue.Derivative Name: (I"-pyrene butyl)-2-rhodamine ester
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 283 References: 324
Structure: C(;Olj1032‘30332Cé‘ECISE(gCC)C(C)(C)CC(C Nclcee2c(OC3=CC(=[NH2+])C=CC3=C2c2¢
Jesceane3ee2C(C) © Structure: ccc(c2)C(=0)OCCCCc2ccc3cccdecccScec2e3
c45)cl
Name: Rhodamine 800
Method: Uptake/Binding Name: Pyocyanin
References: 293 Method: Fluorescence Microscopy
c2c cleel2)e Structure:  CN1C2=CC=CC(=0)C2=Nc2cccecl2
Name: Fluorinated Tetrapyridylporphyrin Analogue 8§ Name: TEMPO
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 302 References: 348
Structure: _ Cln]lccec(clF)-cledeee(n)e(- Structure:  CC(=C)clec(N\C(SCe2cece(C[P+](c3eceec3)(c




3cceee3)c3ceccec3)ec2)=N/C2CC(C)(C)N(O)C

(C)(C)C2)cecl1C1=C2C=CC(=0)C=C20c2cc( Name: 2-Quinolinecarboxamide Derivative 6¢
O)cccl?2 Method: Uptake/Binding
References: 358
) 5-Aminofluorescein conjugated 9- ) CN(Cclccceel)C(=0)cInc2ceccec2ce(-
Name: Hydroxystearic Acid Structure: c2ccecc2)c1CN1CCN(CC1)C(=0)Neleeceel
Method: Fluorescence Microscopy
References: 329 Name: 2-Quinolinecarboxamide Derivative 6d
Structure: CCCCCCCCrco)ceeeeccCC(=0)Nelecee2 Method: Uptake/Binding
) c(c1)C(=0)O0C21c2ccc(O)cc20c2cc(O)cecl? References: 358
CN(Cclcceeel)C(=0)clInc2ceccec2e(-
Name: CDS1 Structure: c2cceec2)c1C[NH+]1CCN(CCN2C(=0)c3ccc
Method: Fluorescence Microscopy cc3C2=0)CCl1
References: 332
CCclc(CC)c2cc3c(CC)e(CC)c4n3[Culn3c(ccl Name: 2-Quinolinecarboxamide Derivative 6e
Structure: n2)c(CC)c(CC)c3c(\C=[N+](\C)C)clnc2c(cce Method: Uptake/Binding
c42)CL(COCC References: 358
CN(Cclcceeel)C(=0)cInc2cecccc2e(-
Name: MTT; 3-(4,5-dirpethylthia.zol-Z-yl)-2,5- Structure: c2cccec2)c1C[NH+]1CCN(CCCN2C(=0)c3cc
diphenyltetrazolium bromide ccc3C2=0)CCl1
Method: Pharmacological Effect
References: 333 Name: 2-Quinolinecarboxamide Derivative 6f
Structure: Cclnc(sc1C)-nInc(n[n+]1-clccececl)-cleceeed Method: Uptake/Binding
References: 358
Name: 2-methyl-4-dimethylaminoazobenzene CN(Cclcccecl)C(=0)clnc2ceccec2e(-
Method: Cell Fractionation Structure: c2ccecc2)c ICN1CCINH+](CCCCN2C(=0)c3
References: 534 ccecee3C2=0)CC1
Structure: CN(C)clccc(\N=N\c2cceee2)e(C)el
Name: 2-Quinolinecarboxamide Derivative 6]
Name: DMSP-Coumarin Derivative 4 Method: Uptake/Binding
Method: Fluorescence Microscopy References: 358
References: 351 CN(Cclcceeel)C(=0)cInc2cecccc2e(-
Structure: CCCCCCCCrCCCcC\C=C\C(0C(=0)CI1Cc2c Structure: c2cccec2)c1C[NH+]1CCN(CCCIN+]23CCS[
) cc(cc20C1=0)N(CC)CC)C(CO)[NH+](O)C Re--]22(0)SCCN2C(=0)C3)CC1
Name: DMSP-Coumarin Derivative 5 Name: 2-Quinolinecarboxamide Derivative 6m
Method: Fluorescence Microscopy Method: Uptake/Binding
References: 351 References: 358
Structure: CCCCCCCCreeec\e=Cceoyc(coc=0)c CN(Cclcccecl)C(=0)clnc2ececc2e(-
) 1Cc2ccc(cc20C1=0)N(CC)CO)[NH+](O)C Structure: c2ccecc2)cICN1CCN(CC1)C(=0O)C[N+]12C
CS[Re--]11(O)SCCN1C(=0)C2
Name: MitoPY'1
Method: Fluorescence Microscopy Name: N-methylated imidazopyridine-acetamide
References: 355 ' Derivative 7
CC1(C)OB(OC1(C)C)clecc2e(Oc3ec(cec3C2 Method: Uptake/Binding
Structure: 20C(=0)c3ceccc23)N2CC[NH+](CCCC[P+]( References: 359
c3ceceec3)(c3ccccc3)c3cecec3)CC2)el S ) CN(C(=C)Cclc(nc2ce(Clee(Chenl2)-
tructure:
clcee(Cl)ecl)clceccecl
Name: 2-Quinolinecarboxamide Derivative 6a
Method: Uptake/Binding Name: SSR180575
References: 358 Method: Uptake/ Binding
Structure: CN(Cclceceel)C(=0)clnc2eccec2ce(- References: 362
) c2cccec2)c ICN1CCINH2+]CC1 Structure: CN(C)C(=0)CC1=NN(C(=0)c2clclcee(Cl)ce
) 1n2C)clcccccl
Name: 2-Quinolinecarboxamide Derivative 6b
Method: Uptake/Binding Name: Alpidem
References: 358 Method: Pharmacological Effect
CN(Cclceceel)C(=0)clnc2eccec2ce(- References: 535
Structure: c2cceec2)c ICN1CCINH+](CC1)Ccle(nc2cce Structure: CCCN(CCO)C(=0)Ccle(nc2ccc(Clhenl?2)-

cc2cl-cleccecl)C(=0)N(C)Cclcceccl

cleee(Clyeel




Name: GBLD703
Name: DAA1097 Method: Uptake/Binding
Method: Uptake/Binding References: 370
References: 365 Structure: CC(C)(C)clceee(ecel)-
Structure: CC(C)Oclccecc1CN(C(C)=0)clcee(Clyec1Oc cInc2C=CC(CI)Nn2c1CNC(=0)clccc(F)ecl
) lceeeel
Name: Imidazopyridine-7-nitrofurazan Conjugate 10
Name: DAA1106 Method: Fluorescence Microscopy
Method: Uptake/Binding References: 373
References: 365 Clclcee(ecl)-
Structure: COcleec(OC)c(CN(C(C)=0)c2cc(F)cee20c2c Structure: clnc2¢(Cl)ce(Cl)en2¢1CC(=0)N(CCCCCCNce
) ccec2)el 1cee(c2nonc12)N(=0)=0)Cclcceecl
Name: Pyrrolobenzoxazepine Derivative 17f Name: Glucoconjugated Chlorin Derivative 7
Method: Uptake/Binding Method: Fluorescence Microscopy
References: 366 References: 405
Structure: CCON(OCC)C(=0)OC1=C(Oc2ccccc2- OC[C@H]10[C@ @H](Oc2ccce(c2)-
) n2ccccl2)clecceed ¢2¢3CCc([nH]3)c(-
c3ccee(O[C@ @H]40[C@H](CO)[C@ @H](O
Name: Pyrrolobenzoxazepine Derivative 17] )[C@@H](0)[C@H]40)c3)c3cce(n3)e(-
Method: Uptake/Binding Structure: c3ccec(O[C@ @H]40[C@H](CO)[C@ @H](O
References: 366 )I[C@@H](O)[C@H]40)c3)c3cec([nH]3)c(-
CCON(OCC)C(=0)OC1=C(Oc2cccce2- c3ccec(O[C@ @H]40[C@H](CO)[C@ @H](O
Structure: n2ccec12)clece(C)ecl )[C@ @H](0)[C@H]40)c3)c3ccc2n3)[C@H](
0)[C@H](O)[C@@H]IO
Name: Dipyridamole i i —
Method: Uptake/Binding Name: Glucoconjugated Chlorin Derivative 9
References: 368 Method: Fluorescence Microscopy
Structure. | CC(=0)OCCN(CCO)eInc(N2CCCCC2)c2nc( References: 405
" ne(N3CCCCC3)c2n1)N(CCO)CCO OC[C@H]10[C@ @H](Oc2ccce(c2)-
c2c3cce(n3)c(-
Name: RA-25 c3ccec(O[C@ @HJ40[C@H](CO)[C@ @H](O
Method: Uptake/Binding Structure: )[C@ @H](O)[C@H]40)c3)c3cec([nH]3)c(-
References: 308 eSeece OICOEHO[CEHCOICE@ @O
c3)c3cce(n3)c(-
Structure: CNcInc(NC)c2nc(NC)nc(NC)c2nl 3eceee3)e3ece2[nH]3)[C@H](0)[C@H](O)[
Name: GBLD470 C@eHIIo
Method: Uptake/Binding
References: 370
CICINn2c(C=C1)nc(-clccc(ccl)- . : 0
Structure: clcceecl )C(ZCNC2=O()C 1 cccf:c 1 : Name: Porphyrazine 16
Name: GBLD471 Method: Fluorescence Microscopy
Method: Uptake/Binding References: 403
References: 370 CC(C)Oclcece(OC(C)C)e2e3ncdnc(neS[nH]c(n
Structure: CC(=0)NCcle(nc2C=CC(C)Nn12)- Structure: c6ne(ne([nH]3)c12)c(SCCOCCOCCO)c6SCC
cleee(ecl)-cleceecl OCCOCCO)c1c(OC(C)C)ecec(OC(C)C)eST)e(
SCCOCCOCCO)c4SCCOCCOCCO
Name: GBLD696
Method: Uptake/Binding Name: FCp6
References: 370 Method: Fluorescence Microscopy
) CICINn2¢(C=C1)nc(\C=C\clcccecl)c2CNC( References: 429
Structure:
=0)cleccecl CCC1=C(C)C2=NCI1=CC1=C(C)C(C([O-
Structure: D=0)=CINDE(C(O-
Name: GBLD700 1)=0)=C1N=C(C=C3NC(=C2)C(C=0)=C30C)
Method: Uptake/Binding C(C)=C1CCC([0-])=0
References: 370
Structure: CC(C)(C)cleee(ecel)- Name: Biotinylated Glyfoline
’ ¢Inc2C=CC(CI)Nn2c1CNC(=0)clcccecl Method: histo
References: 431



http://badd.wikispaces.com/Dipyridamole
http://badd.wikispaces.com/RA-25
https://badd.wikispaces.com/FCp6

COC1=C(OC)C(OC)=C(OC)C2CIN(C)clc(O

CCCIC(C)C2=C/C3NC(/C=C4N=C(C(CCC(

Structure: C)c(OCCCCNC(=0)CCCNC(=0)Ccceee3se =0)0C)C4C)C4=C5NC(=C\C1=N\2)/C(C)=C
C4(C)NC(=0O)NC34C)cccl1C2=0 Structure: 5C(=0)N(Cclcc(ce(c)C(F)(F)F)CEF)(F)F)C4
=0)C(C)=C3C(C)[NH2+]Cclcc(ce(cl)C(F)(F
Name: Methyl Pyropheophorbide-a Derivative 7 )BCE)F)F
Method: Fluorescence Microscopy
References: 537 Name: Hexadecanedioic Acid
CCCCCCOC(C)C1=C(C)/C2=C/C3=N/C(C(C Method: Pharmacological Effect
Structure: CC(=0)0C)C3C)=C3CC(=0)C4=C/3NC(/C= References: 455
C3\N=C(\C=C\IN2)C(C)=C\3CC)=C4C Structure: [0-]C(=0)CCCCCCCCCCCCCCC((O-DH=0
Name: Methyl Pyropheophorbide-a Derivative 8 Name: PBR Fluorescent Derivative 4
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 537 References: 471
CCC1=C(C)C2=N\C\1=C/C1=C(C)C3=C4N1[ O=C(Cclc([nH]c2ccecc12)-
Structure: In](CHN1C(=C/C5=N/C(C(CCC(=0)0C)C5C Structure: clcececec1)NCCCCCCNcelcecee(e2noncl12)N(=0
’ )=C4CC3=0)\C(C)=C(C(C)OCCOCCOCCO )=0
O)/IC1=C/2
Name: Pi-Extended Squaraines Derivative 1b
Name: CP Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 507
References: 443 COCCOCCOCnlc(ccclC1=C([O-
COclcc(OC)c(c(0C)c1)-c1c2CCe([nH]2)c(- Structure: D\C(C1=0)=C1/C=CC(\C=N\N(C)C)=[N+]/1
Structure: c2ccc(cc2)[N+](C)(C)C)c2ece(n2)e(- COCCOCCOO)\C=N\N(O)C
’ ¢c2¢(0C)cc(0C)cc20C)c2cce([nH]2)c(-
c2¢(0C)cc(0OC)cc20C)c2¢ecc1n2 Name: Toluidine blue O
Method: Distr.others
Name: Fluorinated Bacteriopurpurinimide Derivative References: 185
' 3 Structure: CC1=CC2=C(SC3=C/C(/C=CC3=N2)=[N+](/
Method: Fluorescence Microscopy ) C)C)C=CIN

References:

444
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Supplemental Table 3: The chemical compounds with reported subcellular localization site in the nucleus.
References information is available in Supplemental Table 10. Structure is presented as the Simplified Molecular Input
Line Entry Specification string of the major microspecies at pH 7.4, as calculated by ChemAxon.

Name: DAPI clcec2[nH]c(nc2cl)-clcec(O)ecl
Method: Fluorescence Microscopy
References: 4 Name: H21486; Hoechst 34580
Structure: NC(=[NH2+])clcee(cel)- Method: Fluorescence Microscopy
’ clec2eec(cc2[nH]1)C(N)=[NH2+] References: 658
Structure: CN(O)clccece(ecl)-cInc2ec(cec2[nH]1)-
Name: Ethidium bromide ’ clnc2ccc(cc2[nH]1)N1CC[NH+](C)CC1
Method: Fluorescence Microscopy
References: 4, 163 Name: H1399; trihydrochloride, trihydrate; Hoechst
Structure: CC[n+]1c(-c2cceec2)c2ec(N)eec2e2ecc(N)ecl?2 ) 33342
Method: Fluorescence Microscopy
Name: E1374; Ethidium monoazide bromide; EMA References: 630
Method: Fluorescence Microscopy Structure: CCOclcce(ccl)-cInc2ec(cec2[nH] 1)-
References: 600 ’ clnc2ccc(cc2[nH]1)N1CC[NH+](C)CC1
CC[n+]1c(-
Structure: c2ccecec2)c2ec(cec2c2ecc(N)ecl12)N=[N+]=[N- Name: P3581; PO-PRO™ 1 iodide (435/455)
] Method: Fluorescence Microscopy
References: 631
Name: L7595; LDS 751 ) Cn+]1c(C=C2C=CN(CCC[N+](C)(O)O)C=C2)
- Structure:
Method: Fluorescence Microscopy oc2cceccl2
References: 602
Structure: CC[n+]1c(\C=C\C=C/c2ccc(cc2)N(C)C)ccc2ee Name: N.2 1485; Hoechst S769121, trihydrochloride,
) (cccl12)N(O)C trihydrate; Nuclear yellow
Method: Fluorescence Microscopy
Name: H22845; hydroxystilbamidine, References: 670
) methanesulfonate Structure: C[NH+]1CCN(CCl)clcee2ne([nH]c2c1)-
Method: Fluorescence Microscopy ’ clcec2[nH]c(nc2cl)-cleec(ccl)S(N)(=0)=0
References: 603
Structure: NC(=[NH2+])clcce(ccI)\C=C\clcee(cc10)C(N Name: P3585; PO-PRO™-3 jodide (539/567)
) )=[NH2+] Method: NA
References: Invi
H1398; Pentahydrate (bis-benzimide); Hoechst Cln+]1c(\C=C\C=C2C=CN(CCCIN+](C)(C)C
Name: 33258 ' ( : Structure: C[=C2])0£20000012 ( RO
Method: Fluorescence Microscopy
References: 147 Name: Y3603; YO-PRO®-1 iodide (491/509)
Structure: C[NH+]1CCN(CCI)clcee2ne([nH]c2c1)- Method: Fluorescence Microscopy
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References: 71 Cln+]1c(\C=C\C=C2C=CN(CCC[N+](C)(C)C
Structure: Cln+]1c(oc2ccccc12)\C=CI\C=CN(CCC[N+]( Structure: CC[N+](C)(C)CCCN3C=CC(C=C3)=C/C=C\c
ructure: C)(C)C)c2cceccl?2 3sc4cccec4[n+]3C)C=C2)sc2cceecl2
Name: T3602; TO-PRO®-1 iodide (515/531) Name: A7592; Actinomycin D
Method: Fluorescence Microscopy Method: Distr.others
References: 684 References: 620
Structure: Cln+]1c(sc2ccccc12)\C=C1/C=CN(CCC[N+]( CC(C)CINC(=0)C(NC(=0)c2ccc(C)e30c4=C
) C)(C)C)c2cccccl2 (CO)C(=0)C(N)=C(C(=0O)NC5C(C)OC(=0)C(C
Structure: (CO)C)N(O)C(=0)CN(C)C(=0)CO6CCCNO6C(=0)
Name: Y3607; YO-PRO®-3 iodide (612/631) C(NC5=0)C(C)C)C4=Nc23)C(C)OC(=0)C(C(
Method: Fluorescence Microscopy OON(O)CE=O)EN(CO)C(=0)C2CCCN2C1=0
References: 608 : : :
Structure: C[n+]1c(\C=C/C=C2/C=CN(CCC[N+](C)(C)C) Name: A1310; 7-aminoactinomycin D; 7-AAD
veture: c3cceece23)oc2ececc]2 Method: Uptake/Binding
References: 621
Name: P1304MP; Propidium lodide CC(C)CINC(=0)C(NC(=0)c2cc(N)c(C)e30C4
Method: Fluorescence Microscopy =C(CO)C(=0)CN)=C(C(=0)NC5C(C)OC(=0)C
References: 71 Structure:  (COONOICEOIEN(CO)C(=0)C6CCCN6C(=
_ CCIN+](C)(CC)CCC[n+]lc(- 0)C(NC5=0)C(C)C)C4=Nc23)C(C)OC(=0)C(
Structure: c2cccec2)c2ec(N)cec2e2ece(N)ecl2 C(OON(C)C(=0)CN(C)C(=0)C2CCCN2Cl=
0]
Name: T3605; TO-PRO®-3 iodide (642/661) __
Method: Fluorescence Microscopy Name: Y3601, YOYO@-l iodide (491/509)
References: 71 Method: Fluorescence Microscopy
_ CIn+1c(\C=C\C=C2/C=CN(CCC[N+](C)(C)C) | [References: 608
Structure: c3cceee23)sc2eccecl2 Cln+]1c(oc2ccccc12)\C=CI\C=CN(CCC[N+](
Structure: C)(C)CCCIN+](C)(C)CCCN2C=C/C(=C\c30c4
A666; Bis-(6-chloro-2-methoxy-9-acridinyl) ceceedfnt]3C)edccecc23)e2ceecc]2
Name: . - .
spermine; Acridine homodimer _ i
Method: Fluorescence Microscopy Name: E3599; Ethidium homodimer-2; EthD-2
References: 723 Method: Fluorescence Microscopy
COclcec2[nH+]c3ce(Clcec3c(NCCCINH2+]C References: 680
Structure:  CCC[NH2+]CCCNc3cdcec(Cl)ccd[nH+]cdecc( CIN+](C)(CCCn+]lc(-
0OC)cc34)c2cl Structure: c2ccccec2)c2ec(N)eec2e2ece(N)ec12)CCCIN+](
O)(C)CCCn+]1c(-
Name: T7596; TO-PRO®-5 iodide (745/770) c2ccece2)e2ce(N)eec2ezecc(Njeel2
Method: Uptake/Binding —
References: 635 Name: T3600; TOTO®-1 iodide (514/533)
Structure: Cln+]1c(\C=C\C=C/C=C2\C=CN(CCC[N+](C) Method: Fluorescence Microscopy
) (C)C)c3ccecce23)sc2ececel2 References: 681
C[n+]1c(sc2cceec12)\C=CI\C=CN(CCC[N+](
Name: El 169, Ethidium homodimer-1 : EthD-1 Structure: C)(C)CCC [N+] (C)(C)CCCN2C=C/C(=C\C3 sc4
Method: Fluorescence Microscopy cceecd[n+]3C)c3cceecc23)c2cccecl?2
References: 613 —
Nclcee2e(el (- Name: Y3606; YOYO®-3 iodide (612/631)
Structure: | ClecceeIn+(CCONCCINH2+]CCC ] Le(- Method: __ Uptake/Binding
© c3cceee3)c3ec(N)eec3e3cec(N)eel3)elce(N)ee References: 622
21 C[n+]1c(\C=C/C=C2/C=CN(CCC[N+](C)(O)C
Structure: CC[N+](C)(C)CCCN3C=C/C(=C/C=C\c4oc5cc
Name: P3580; POPO™ 1 iodide (434/456) cce5[n+]4C)cdecccc34)c3cccec23)oc2eccec]2
Method: Uptake/Binding —
References: 650 Name: T3604; TOTO®-3 iodide (642/660)
Cln+]1c(C=C2C=CN(CCC[N+](C)(C)CCC[N+ Method: Fluorescence Microscopy
Structure:  ](C)(C)CCCN3C=CC(C=C3)=Cc3ocdcececd[n References: 71
+]3C)C=C2)oc2cccec2 C[n+]1c(\C=C/C=C2/C=CN(CCC[N+](C)(O)C
Structure: CC[N+](C)(C)CCCN3C=C/C(=C\C=C/c4sc5cc
Name: B3586; BOBO™3 iodide (570/602) cce5[n+]4C)cdeccec34)c3cccec23)sc2eccecl?2
Method: Fluorescence Microscopy . . _
References: 651 Name: Adriamycin; Doxorubicin




Method:

Fluorescence Microscopy/Cell Fractionation

References: 17, 729 Name: El144
COclccec2C(=0)c3¢c(0)c4CC(O)(CC(OC5CC( Method: Fluorescence Microscopy
Structure: [NH3+])C(O)C(C)O5)c4c(0)c3C(=0)c12)C(= References: 115
0)[¢0) ~ COclce(0C)c(\C=C\c2cce3ceecee3[n+]2C)c(O
Structure:
C)cl
Name: Acriflavine
Method: Fluorescence Microscopy Name: F22
References: 127 Method: Fluorescence Microscopy
Structure: Cln+]1c2cc(N)cec2ec2ecc(N)eel2 References: 115
) COclcce2[n+](C)e(\C=C\c3cce(cc3)N(C)C)ece
Name: Hydroethidine Structure: 2cl
Method: Fluorescence Microscopy
References: 57 Name: 2'-0-Methyl
Structure: CCC1C(c2ccecec2)c2ec(N)eec2-c2ence(N)cl2 Method: Fluorescence Microscopy
References: 128
Name: Tetracycline BC10C(COC)C(OP(JO-
Method: histo Structure: 1(=0)OCC20C(B)C(OC)C20P(C)([O-
References: 58 D=0)C10C
C[NH+](C)C1C2CC3C(C(=0)C2(0)C(=0)\C(
Structure: C1=0)=C(\N)[O-)=C([O- Name: PBD Derivative 11; 7-Diethylaminocoumarin
Dclc(O)ccec1C3(C)O ) pyrrolobenzodiazepine derivative 11
Method: Fluorescence Microscopy
Name: Chromomycin A3 References: 136
Method: Fluorescence Microscopy Structure: CCN(CCO)cleec2C=C(C(=0O)NCCCOc3cc4N=
References: 69 ) CC5CCCN5SC(=0)c4cc30C)C(=0)0c2c1
COCIC(0O)CC(OCIC)OC1ICC(OC(O)C1I0C(C)
=0)0Oc1cc2cc3CC(C(OC)C(=0)C(0)C(C)O)C( Name: DRAQ5
Structure: OC4CC(OC5CC(OC6CC(C)(O)C(OC(O)=0)C Method: Fluorescence Microscopy
(C)06)C(0)C(C)O5)C(0)C(C)04)C(=0)c3c(O References: 147
)c2¢(0)c1C Structure: C[NH+](C)CCNcleec(0)c2C(=0)c3c(NCCIN
) H+](C)C)cec(0)c3C(=0)c12
Name: SYBR Green [
Method: Fluorescence Microscopy Name: Morin; 3,5,7,2',4'-pentahydroxyflavanol
References: 71 Method: Fluorescence Microscopy
Structure: CCCN(CCC[NH+](C)O)C1=C/C(=C/c2sc3cccc References: 148
) c3[n+]2C)c2cccec2N1clcccecd Structure: Oclce(O)ec(c1)C1=C([O-
’ DC(=0)c2¢(0)cc(0)cc201
Cyan 40; 4-((1-methylbenzothiazolyliliden-
Name: 2)methyl)-1,2,6-trimethylpyridinium Name: Mithramycin
perchlorate Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 149
References: 81 COC(C1Cc2cc3cc(0OC4CC(OC5CC(0)C(0)C(
Structure: CNI1C(C)=CC(C=C1C)=Cclsc2ccccc2[n+]1C Structure: C)05)C(0)C(C)04)c(C)c(0)c3c(0)c2C(=0)C1
’ OC1CC(OC2CC(OC3CC(CHO)COC(O)03)C
Name: AN-152; Lys(6)-LHRH-doxorubicin (0)C(C)02)C(O)C(O)ODHC(=0)C(O)C(C)O
Method: Fluorescence Microscopy
References: 104 Name: Polyamide 1
COclccec2C(=0)c3¢c(0)c4CC(O)(CC(OC5CC( Method: Fluorescence Microscopy
NC(=0)CCCC(=0)NCCCCC(NC(=0)C(Ccbcc References: 159
¢(0)cc6)NC(=0)C(CO)NC(=0)C(Ccbe[nH]c7c C[NH+](CCCNC(=0)CCNC(=0)clcc(NC(=0)
Structure: cccc67)NC(=0)C(Cecbnee[nH]6)NC(=0)C6CC c2¢c(NC(=0)c3cc(NC(=0)cdcc(NC(=0)CCCN
C(=0)N6)C(=0O)NC(CC(C)C)C(=O)NC(CCCN Structure: C(=0)c5cc(NC(=0)c6ecc(NC(=0)c7nc(NC(=0)
C(N)=[NH2+])C(=0)N6CCCCOC(=O)NCC(N) " ¢8ncen8C)en7C)en6C)en5C)endC)en3C)en2C)
=0)C(0)C(C)05)c4c(0)c3C(=0)c12)C(=0)CO ¢[nH]1)CCCNC(=S)Nclcee(c(c1)C([O-
1=0)C1=C2C=CC(=0)C=C20c2cc(O)cccl2
Name: E36
Method: Fluorescence Microscopy Name: Polyamide 3
References: 115 Method: Fluorescence Microscopy
Structure: C[n+]1c(\C=C\c2¢c[nH]c3cccec23)cec2eceecl2 References: 159




C[NH+](CCCNC(=S)Nclcce(e(c1)C([O-
1)=0)C1=C2C=CC(=0)C=C20c2cc(0O)cccl2)C
CCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3cc(NC

1)=0)C1=C2C=CC(=0)C=C20c2cc(0O)cccl2)C
CCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3nc(NC
(=0)cdcc(NC(=0)C(CCNC(=0)c5cc(NC(=0)c

Structure: ) 4nc(NC(=0)CCCNC(=0)c5cc(NC(=0)ch 6¢c(NC(=0)cTnc(NC(=0)c8ncen8C)en7C)enb
cc(NC(=0)c7nc(NC(=0)c8ncen8C)cn7C)cn6C) C)cn5SC)NC(C)=0)cnd4C)cn3C)cn2C)enlC
cn5C)cn4C)cn3C)en2C)enl C

Name: Polyamide 22

Name: Polyamide 5 Method: Fluorescence Microscopy

Method: Fluorescence Microscopy References: 159

References: 159 C[NH+](CCCNC(=S)Nclcce(e(c)C([O-
C[NH+](CCCNC(=S)Nclcce(e(c1)C([O- 1)=0)C1=C2C=CC(=0)C=C20c2cc(0O)cccl2)C
1)=0)C1=C2C=CC(=0)C=C20c2cc(O)cccl2)C Structure: CCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3cc(NC

Structure: CCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3cc(NC (=0)CCCNC(=0)c4cc(NC(=0)c5cc(NC(=0)c6

’ (=0)c4ce(NC(=0)CCCNC(=0)c5¢cc(NC(=0)c6 ncen6C)enS5C)endC)en3C)en2C)enlC
cc(NC(=0)c7nc(NC(=0)c8ncen8C)en7C)cn6C)
¢n5C)cn4C)cen3C)en2C)enl C Name: Olivomycin
Method: Fluorescence Microscopy

Name: Polyamide 6 References: 164

Method: Fluorescence Microscopy COC1C(O)CC(OCIO)0CcICC(ocO)C10C(O)

References: 159 =0)Oc1cc(0)c2c(0)c3C(=0)C(OC4CC(OC5C
C[NH+](CCCNC(=S)Nclcce(e(c1)C([O- Structure: C(OC6CC(CY(0)C(OC(=0)C(C)O)C(C)O6)C(
1)=0)C1=C2C=CC(=0)C=C20c2cc(0O)cccl2)C 0)C(C)05)C(0)C(C)04)C(Cc3cc2c])C(OC)C(

Structure: CCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3cc(NC =0)C(0)C(O)O

’ (=0)cdcc(NC(=0)CCCNC(=0)c5nc(NC(=0)c6
cc(NC(=0)c7cc(NC(=0)c8ncen8C)cn7C)cn6C) Name: Flunitrazepam
cn5C)en4C)en3C)en2C)enlC Method: Fluorescence Microscopy

References: 172

Name: Polyamide 11 ) CN1C(=0)CN=C(c2cccec2F)c2ec(ccc12)N(=0

Method: Fluorescence Microscopy Structure: )=0

References: 159
C[NH+](CCCNC(=S)Nclcce(e(c1)C([O- Name: BODIPY-labeled Polyamide 2
D=0)C1=C2C=CC(=0)C=C20c2cc(O)cccl2)C Method: Fluorescence Microscopy

Structure: CCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3cc(NC References: 176

" (=0)c4nc(NC(=0)C(INH3+])CCNC(=0)c5cc( C[NH+](CCCNC(=0)CCNC(=0)c1cc(NC(=0)
NC(=0)c6cc(NC(=0)cTnc(NC(=0)c8ncen8C)e c2cc(NC(=0)c3cc(NC(=0)cdcc(NC(=0)CCCN
n7C)cn6C)en5C)endC)en3C)en2C)enlC S ~ C(=0)c5cc(NC(=0)c6ec(NC(=0)c7nc(NC(=0)

HUCHE: 8 heen8C)en7C)en6C)enSC)endC)en3C)en2C)

Name: Polyamide 12 cn1C)CCCNC(=S)Ncleee(C2c3ccc(0O)cc30c3c

Method: Fluorescence Microscopy c(O)cee23)c(c1)C([O-])=0

References: 159
C[NH+](CCCNC(=S)Nclcce(c(c)C([O- Name: Uracil Mustard
1=0)C1=C2C=CC(=0)C=C20c2cc(O)cccl2)C Method: Cell Fractionation

Structure: CCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3cc(NC References: 180

" (=0)c4nc(NC(=0)[C@H](CCNC(=0)c5ce(NC( Structure:  CICCN(CCCI)C1=CNC(=0)NC1=0
=0)c6cc(NC(=0)c7nc(NC(=0)c8ncen8C)en7C
)en6C)en5C)NC(C)=0)cn4C)en3C)en2C)enl C Name: M-223; 10(2-diethylaminoethyl)-9-acridone

Method: Fluorescence Microscopy

Name: Polyamide 13 References: 173

Method: _ Fluorescence Microscopy Structure:  CC[NH+](CC)CCNI1c2cecec2C(=0)c2cccec]2

References: 159
C[NH+])(CCCNC(=S)Nclcee(e(cHC([O- RB2Z; Dibenzo[h,j]dipyrido[3,2-a2,3"-
D=0)C1=C2C=CC(=0)C=C20c2cc(O)ccc12)C Name: c]phenazine)bis(2,2'-bipyridine)ruthenium(II)

Structure: CCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3nc(NC dication
(=0)cdcc(NC(=0)[C@H](CCNC(=0)cS5ee(NC( Method: Fluorescence Microscopy
=0)c6cc(NC(=0)c7cc(NC(=0)c8ncen8C)en7C References: 82
)en6C)enSC)NC(C)=0)cn4C)en3C)en2C)enlC Structure: clcce(nel)-cleccenl

Name: - Polyamide 14 - PicoGreen; [2-[N-bis-(3-dimethylaminopropyl)-

Method: Fluorescence Microscopy Name: amino]-4-[2,3-dihydro-3-methyl-(benzo-1,3-

References: 159 thiazol-2-y)-methylidene]-1-phenyl-

Structure: C[NH+](CCCNC(=S)Nclcce(c(c1)C([O-
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quinolinium]+ References: 272
Method: Fluorescence Microscopy CC(C)(C)OC(=0O)N1CCCC1Cc(=0)NCceececee
References: 542 Structure: NC(=0)COclcc(c2CC=C3C(C=C(cdccclc2c34
Structure: C[NH+](C)CCCN(CCC[NH+](O)O)C1=C/C(= )S([O-)=0)S([O-])=0)S([O-))=0
’ C/c2sc3cccec3[n+]2C)c2ccccc2NIclccccecl
Name: Cascade Blue Derivative 16
Name: Mitoxantrone Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 272
References: 235 [O-
Structure: | OCCINH2+]CCNelece(NCC[NH2+]CCO)e2C Structure:  ]S(=0)C1C=C(c2cce3c(OCC(=0)NCCCCCCC
" (=0)c3c(0)ccc(0)c3C(=0)cl2 #N)ce(c4CC=C1c2c34)S([0-D=0)S([O-)=0
Name: Pirarubicin Name: Cascade Blue Derivative 19
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 236 References: 272
COclccec2C(=0)c3¢c(0)c4CC(O)(CC(OC5CC( [O-
Structure: [NH3+])C(OC6CCCCO6)C(C)OS5)c4c(0)c3C( Structure: 1S(=0)C1C=C(c2ccc3c(OCC(=0)NCCCCCCN
=0)c12)C(=0)CO C(=0)C=C)cc(c4CC=C1c2c34)S([O-
D=0)S([O-D=0
Name: Cascade Blue Derivative 2
Method: Fluorescence Microscopy Name: Cascade Blue Derivative 20
References: 272 Method: Fluorescence Microscopy
[O- References: 272
Structure: 1C(=0)COc1cc(c2CC=C3C(C=C(c4ccclc2c34) [O-
S([O-])=0)S([O-])=0)S([O-])=0 Structure: 1S(=0)C1C=C(c2ccc3c(OCC(=0)NCCCCCCN
C(=0)c4ccc(ccd)N=[N+]=[N-
Name: Cascade Blue Derivative 3 Dec(c4CC=C1c2c¢34)S([O-])=0)S([O-)=0
Method: Fluorescence Microscopy
References: 272 Name: BUdR; Broxuridine; 5-Bromo-2'-deoxyuridine
Structure:  INH3+]CCNC(=0)COclee(c2CC=C3C(C=C(c Method: Distr.others
© deccle2e34)S([0-1)=0)S([0-)=0)S([0-])=0 References: 260
Structure: OCC10C(CC10)N1C=C(Br)C(=0)NC1=0
Name: Cascade Blue Derivative 4
Method: Fluorescence Microscopy Name: F3TdR; Trifluridine; 5-trifluorothymidine
References: 272 Method: Distr.others
[NH3+]CCCCCCNC(=0)COclec(c2CC=C3C( References: 260
Structure: C=C(cdccclc2c34)S([O0-)=0)S([0-])=0)S([O- Sir . OCC10C(CC10)N1C=C(C(=0O)NC1=0)C(F)(
ucture:
D=0 F)F
Name: Cascade Blue Derivative 10 Name: Daunorubicin Analogue 1
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 272 References: 261
Structure: OCCNC(=0)COclcc(c2CC=C3C(C=C(c4cccl COclcecc2C(=0)c3c(0)c4CC(O)(CCOCSCC(
) c2¢c34)S([O-1)=0)S([0-D=0)S([O-])=0 Structure: [NH2+]CC(C)=0)C(0O)C(C)0O5)cdc(0)c3C(=0
)c12)C(C)=0
Name: Cascade Blue Derivative 11
Method: Fluorescence Microscopy Name: Lycopene
References: 272 Method: Cell Fractionation
Structure: NNC(=0)COclce(c2CC=C3C(C=C(c4dccclc2e References: 278
) 34)S([O-)=0)S([O-])=0)S([O-))=0 CC(C)=CCC\C(C)=C\C=C\C(C)=C\C=C\C(C)
Structure: =C\C=C\C=C(C)\C=C\C=C(O)\C=C\C=C(/O)C
Name: Cascade Blue Derivative 14 CC=C(O)C
Method: Fluorescence Microscopy
References: 272 Name: BBR 3422
CC(C)(C)OC(=0)N1CCCC1C(=0)NCCNC(= Method: Cell Fractionation
Structure:  0)COclce(c2CC=C3C(C=C(c4ccclc2c34)S([O References: 312
-=0)S([O0-]))=0)S([O-])=0 Structure: C[NH2+]CCNclcce2n(CC[NH3+])nc3-
c4cencecdC(=0)clc23
Name: Cascade Blue Derivative 15
Method: Fluorescence Microscopy Name: Cisplatin
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Method: Cell Fractionation Method: Cell Fractionation
References: 316 References: 534
Structure: Cl[Pt++]CI Structure: CN(O)clcece(ecl)\N=N\clcceeel
Name: DB75; Furamidine Name: Zinc Benzochlorin
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 327 References: 357
Structure: N[C+](N)clcce(ecl)-cleec(ol)- CCC1=C(CC)C2N3[Zn]N4C(=C\C5=N\C(=C/
’ cleee(ce)[C+](N)N Structure: C13)\C(CC)=C5CO)/C(CC)=C(CcO)\C4=C1/C=
CC=C3C/1=N\C(=C2\C=[N+](\C)C)C3(CC)CC
Name: DB181
Method: Fluorescence Microscopy Name: Porphyrin-Ruthenium
References: 327 Method: Fluorescence Microscopy
Structure: CC(C)N[C+](N)clcce(ecl)-cleec(ol)- References: 372
’ cleec(ece)[C+](N)NC(O)C COclcc(cec10)-clc2ece(n2)c(-
c2cc[n+](cc2)[Ru-5]234(CD[n+]5cccecs-
Name: DB226 Structure: cSceee[n+]25)c2cee([nH]2)c(-
Method: Fluorescence Microscopy ’ c2ccc(0)c(0C)c2)c2ccc(n2)e(-
References: 327 c2ccc(0)c(0C)c2)c2cccl[nH]2.clec[n+]3c(cl)-
Structure:. CCC(CONIC+I(N)eleee(eel)-clece(ol)- clecee[n+]41
’ clcec(cel)[C+](N)NC(CO)CC
Name: ZnPcBr8
Name: DB244 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 376
References: 327 BrCclcc2ce3nc4[n+]5¢c(nc6bn7c(nc8[n+]9c(nc(n3
~ N[C+](NCICCCCl)clcee(cel)-clecc(ol)- . [Zn--
Structure: clece(ce)[C+](N)NC1CCCCI Structure: 1579)c2cc1CBr)clcc(CBr)c(CBr)cc81)clcc(CB
r)c(CBr)cc61)clcc(CBr)c(CBr)cc4 1
Name: DB249 i __
Method: Fluorescence Microscopy Name: B-Carboline Derivative A
References: 327 Method: Fluorescence Microscopy
Structure: | NICHINCICCCCCIelece(ecl)-cleec(ol)- References: 424
: clece(ce)[C+](N)NC1CCCCCI Structure: S]CnchC(:cchchc(nc(C)c12)C(:O)NCC[NH3
Name: DB417 i __
Method: Fluorescence Microscopy Name: B-Carboline Derivative B
References: 327 Method: Fluorescence Microscopy
~ CN[C+](N)clcee(eel)-clecc(ol)- References: 424
Structure: clece(ce)[C+(NNC ) CCCCnlc2cecec2c2ec(ne(C)c12)C(=0)NCC[N
Structure:
H3+]
Name: DB569 i __
Method: Fluorescence Microscopy Name: B-Carboline Derivative C
References: 327 Method: Fluorescence Microscopy
~ NC(=[NH+#]clcceeel)cleee(cel)-clecc(ol)- References: 424
Structure: clece(eel)C(N)=[NH+]clcccecl Structure: Cclnc(cc2e3cccee3n(Ce3ceccee3)c12)C(=0)NC
) C[NH3+]
Name: DB673 : _
Method: Fluorescence Microscopy Name: B-Carboline Derivative D
References: 327 Method: Fluorescence Microscopy
S ~ NC(N)=[NH+]clcee(eel)-clece(ol)- References: 424
tructure: clece(ce)[NH+]=C(N)N Structure: | CCnle2ecece2e2ec(ne(C)el2)C(=0)NCCCCC
) CNC(=0)clcc2c3cceee3n(CC)c2ce(C)nl
Name: NT2 : _
Method: Fluorescence Microscopy Name: B-Carboline Derivative E
References: 332 Method: Fluorescence Microscopy
CCCOC(=0)C1=Cc2c3nc(cc4[nH]c(cc5ne(cc6[ References: 424
Structure:  nH]c2¢(CC)c6CC)c(CC)e5CC)c(CC)cdCC)C(C Structure:  celne(ce2e3cccce3n(Ce3ceceee3)e12)C(=0)NC
C)C13CC ) CNC(=0O)clcc2c3cccee3n(Ce3ceccec3)c2e(C)nl
Name: 4-dimethylaminoazobenzene Name: Sanguinarine
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Method: Fluorescence Microscopy Name: DB340
References: 437 Method: Fluorescence Microscopy
Structure: Cln+]1cc2c(00)c(00)cec2c2ecc3ec(0OCO)c(O References: 472
’ CO)cc3cl12 C[NH+](C)CCCNC(=[NH2+])clcce(ecl)-
Structure: clecc(ol)-
Name: Chelerythrine clnc2ccc(cc2[nH]1)C(=[NH2+])NCCC[NH+](
Method: Fluorescence Microscopy OC
References: 437
Structure: | CO€lece2e(cln+](C)e3edec(0CO)(OCO)ccde Name: Hoechst 33377 ('Hl)
) cc23)c10C Method: Fluorescence Microscopy
References: 475
Name: Sanguirubine Structure: CN1CC[NH+](CC1)CI1CCC2[NH+]=C(NC2C1
Method: Fluorescence Microscopy ’ )elecc2NC(Nc2cl)clece(Oc2ceccec2)eel
References: 437
Structure: | C0¢lec2ceee3ede(0C)ce(00)e(00)cden+](C) Name: Hoechst 33342 (H20)
) c3c2cc10C Method: Fluorescence Microscopy
References: 475
Name: Chelirubine Structure: CCOclccee(cel)CINc2cce(cc2N1)CI=[NH+]C
Method: Fluorescence Microscopy ) 2CCC(CC2N1)[NH+]1CCN(O)CC1
References: 437
Structure: COc1ce(00)c(00)c2c[n+](C)c3cdec(OCO)c(O Name: pEB ' .
) CO)ccdceec3cl2 Method: Cell Fractionation
References: 477
Name: Macarpine Structure: CCCC1C(O)C(O)cCcee2(o)oc2ccoc(=0)C
Method: Fluorescence Microscopy ’ C(O)C(O)(O)C1=0)C(\C)=C\clcsc(C)nl
References: 437
Structure: COclce2¢3¢(0C)ec(00)c(00)c3c[n+](C)c2c2 Name: pED
) cc(OCO)c(0OCO)cc12 Method: Cell Fractionation
References: 477
Name: DB293 Structure: CCCC1C(O)C(O)CCC\C(O)=C/CCc(oc(=0)CC
Method: Fluorescence Microscopy ’ (0)C(C)(CO)C1=0)C\C)=C\clecsc(C)nl
References: 472
Structure: NC(=[NH2+])clcee(cel)-clecc(ol)- Name: BNIPSpd
) clnc2ccc(cc2[nH]1)C(N)=[NH2+] Method: Fluorescence Microscopy
References: 479
Name: DB60 O=CIN(CCC[NH2+]CCCC[NH2+]CCC[NH2+
Method: Fluorescence Microscopy Structure: JCCCN2C(=0)c3ccecdecec(C2=0)c34)C(=0)c
References: 472 2ccec3cccclc23
. C1C[NH+]=C(N1)clccc(ccl)-clecc(ol)-
SUUCHUIE: | coc(ce] )C1=[NH+]CCNI o Name: BNIPSpm
Method: Fluorescence Microscopy
Name: DB302 References: 479
Method: Fluorescence Microscopy O=CIN(CCC[NH2+]CCC[NH2+]CCCC[NH2+
References: 472 Structure: JCCC[NH2+]CCCN2C(=0)c3ccecdecec(C2=0
Structure:  CICINH+]=C(N)clece(cel)-clece(ol)- )c34)C(=0)c2ccec3eecclc23
’ clnc2ccc(cc2[nH]1)C1=[NH+]CCNI1
Name: BNIPOSpm
Name: DB501 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 479
References: 472 O=CIN(OCCC[NH2+]CCC[NH2+]CCCC[NH
] Nclcee(ecl)-clece(ol)- Structure: 2+]CCC[NH2+]CCCON2C(=0)c3ccecdecec(C
Structure: 1 cee(ce2[nH]1)C(N)=[NH2+] 2=0)c34)C(=0)c2cecc3cece]c23
Name: DB182 Name: Pyrrolobenzodiazepine- Poly(N-methylpyrrole)
Method: Fluorescence Microscopy ' Conjugate 50a
References: 472 Method: Fluorescence Microscopy
C[NH+](C)CCCNC(=[NH2+])clcee(cel)- References: 481
Structure: cleec(ol)- Structure: COC(=0)c1ce(NC(=0)CCCOc2cc3N=CC4CC

clece(cc)C(=[NH2+])NCCC[NH+](C)C

CN4C(=0)c3cc20C)cnlC
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Pyrrolobenzodiazepine- Poly(N-methylpyrrole)

CCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3cc(NC

Name: Conjugate 50b (=0)c4nc(NC(=0)C([NH3+])CCNC(=0)c5nc(
Method: Fluorescence Microscopy NC(=0)c6cc(NC(=0)cTnc(NC(=0)c8ncen8C)c
References: 481 n7C)cn6C)cn5C)endC)en3C)en2C)enlC
Structure: COC(=0)clcc(NC(=0)c2cc(NC(=0)CCCOc3c
) c4N=CC5CCCN5C(=0)c4cc30C)cn2C)enlC Name: TP-2py
Method: Fluorescence Microscopy
Name: Pyrrolobenzodiazepine- Poly(N-methylpyrrole) References: 503
) Conjugate 50c Structure: C[n+]1ccc(\C=C\c2ccc(cc2)N(c2cceee2)c2eec(
Method: Fluorescence Microscopy ) cc2)\C=C\c2cc[n+](C)cc2)ccl
References: 481
COC(=0)c1cc(NC(=0)c2cc(NC(=0)c3cc(NC( Name: TP-3py
Structure: =0)CCCOc4ccSN=CC6CCCN6C(=0)c5cc40C Method: Fluorescence Microscopy
)en3C)en2C)enlC References: 503
C[n+]1cce(ccl)\C=C\clcee(ccl)N(cleec(ccl)\
Name: Polyamide-FITC Conjugate 1 Structure: C=C\clcc[n+](C)ccl)clcec(cc I )\C=C\clcc[n+]
Method: Fluorescence Microscopy (C)ccl
References: 486
C[NH+](CCCNC(=S)Nclcce(e(c1)C([O- Name: Daunorubicin
D=0)C1=C2C=CC(=0)C=C20c2cc(O)cccl12)C Method: Fluorescence Microscopy
Structure: CCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3nc(NC References: 261
’ (=0)cdcc(NC(=0)C([NH3+])CCNC(=0)cS5ne( COclccec2C(=0)c3c(0)c4CC(O)(CC(OC5CC(
NC(=0)c6cc(NC(=0)c7cc(NC(=0)c8sccc8Cl)c Structure: [NH3+])C(0)C(C)O5)c4c(0)c3C(=0)c12)C(C)
n7C)cn6C)cn5C)endC)en3C)en2C)enl C =0
Name: Polyamide-FITC Conjugate 2 Name: Levofloxacin
Method: Fluorescence Microscopy Method: Cell Fractionation
References: 486 References: 241
Structure:  CINVHAI(CCENC(=8)Nelece(c(e HE([O- Structure:  CIC@H]ICOC2=C3N1C=C(C([O-

1)=0)C1=C2C=CC(=0)C=C20c2cc(O)ccc12)C

1)=0)C(=0)C3=CC(F)=C2N1CCN(C)CC1
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Supplemental Table 4: The chemical compounds with reported subcellular localization site in the plasma
membrane. References information is available in Supplemental Table 10. Structure is presented as the Simplified
Molecular Input Line Entry Specification string of the major microspecies at pH 7.4, as calculated by ChemAxon.

Name: D202; 1,6-diphenyl-1,3,5-hexatrieneDPH Structure: [O-]1S(=0)(=0)clccc2ec(Ne3eecee3)cec2el
Method: Fluorescence Microscopy
References: 589, 700, 701 D383; 4,4-difluoro-5,7-dimethyl-4-bora-3a,4a-
Structure: cleee(cc1)\C=C\C=C\C=C\clcccccel Name: diaza-s-indacene-3-pentanoic acid; BODIPY®
FL C5

Name: D3921; 4,4-difluoro-1,3,5,7-tetramethyl-4-bora- Method: Fluorescence Microscopy

’ 3a,4a-diaza-s-indacene; BODIPY® 505/515 References: 668
Method: Fluorescence Microscopy Structure: Cclee(C)n2c1C=C1C=CC(CCCCC([O-
References: 590 " D=0)=[N+]1[B-]2(F)F
Structure: CC1=CC(C)=[N+]2C1=Cc1c(C)cc(C)n1[B- _ .

) 12(F)F Name: T53; 2-(p-toluidinyl)naphthalene-6- sulfonic
’ acid, sodium salt; 2,6-TNS
Name: D3923; 4-(dicyanovinyl)julolidine; DCV]J Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 623
References: 591 Structure: Cclcec(Nc2ceee3ece(cec3c2)S([0-])(=0)=0)ccl
Structure: N#CC(=Cc1cc2CCCN3CCCc(c1)c23)C#N
Name: D250; 6-dodecanoyl-2-
Name: P36005; Cis-parinaric acid ’ dimethylaminonaphthalene; Laurdan
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 592, 702 References: 595
Structure: CC\C=C\C=C\C=C\C=C/CCCCCCCC([O-])=0O Structure: SCCCCCCCCCCC(=O)C1000200(000201)N(C)
Name: A47; 1-anilinonaphthalene-8-sulfonic acid1,8- : :
ANS Name: P31; 1-pyrenedecanoic acid
Method: Uptake/Binding Method: NA
References: 662 References: Invi
Structure: [0-]S(=0)(=0)clccec2ecec(Ne3cecee3)cl2 [O-
Structure: ]C(=0)CCCCCCCCCclccc2ecc3dcecccdecclc2e
AS50; 2-anilinonaphthalene-6-sulfonic acid; 2,6- 34

Name: ANS
Method: Uptake/Binding Name: N678; 12-(N-(7-nitrobenz-2-oxa-1,3- diazol-4-
References: 662 ) yl)amino)dodecanoic acid




Method: NA D3835; 4,4-difluoro-5-(2-thienyl)-4-bora-3a,4a-
References: Invi Name: diaza-s-indacene-3-dodecanoic acid; BODIPY®
[O- 558/568 C12
Structure: ]C(=0)CCCCCCCCCCCNclcce(e2nonc12)N( Method: NA
=0)=0 References: Invi
[O-
Name: P96;1-pyrenedodecanoic acid Structure: ]C(=0)CCCCCCCCCCCCI1=[N+]2C(C=C1)=
Method: Fluorescence Microscopy Cclccee(-c3cces3)nl[B-]12(F)F
References: 653
[O- D3821; 4,4-difluoro-5,7-dimethyl-4-bora-3a,4a-
Structure: 1C(=0)CCCCCCCCCCCclecc2ecc3cecedece] Name: diaza-s-indacene-3-hexadecanoic acid;
c2c34 BODIPY® FL C16
Method: Fluorescence Microscopy
Name: H22730; 4-heptadecyl-7-hydroxycoumarin References: 604
Method: Fluorescence Microscopy Structure: Cclce(C)n2¢c1C=C1C=CC(CCccceeecececcec
References: 626 CCCC([O-])=0)=[N+]1[B-12(F)F
Structure: CCCCCcCCcrreececeece1=Ce(=0)0c2cec( '
) O)cccl2 N1148; NBD cholesterol; (22-(N-(7-nitrobenz-
Name: 2-oxa-1,3- diazol-4-yl)amino)-23,24-bisnor-5-
B3824; 5-butyl-4,4-difluoro-4-bora-3a,4a- cholen-3beta-ol)
Name: diaza-s-indacene-3-nonanoic acid; BODIPY® Method: Fluorescence Microscopy
500/510 C4, C9 References: 683
Method: Fluorescence Microscopy Structure: CC(CNclcee(e2noncl12)N(=0)=0)C1CCC2C3
References: 627,721 CC=C4CC(O)ccr4(ocacecei2ce
Structure: CCCCclccc2C=C3C=Cc(ccececeecec([o- .
D=0)=[N+]13[B-]1(F)(F)n12 D3861; 4,4-difluoro-5-(4-phenyl-1,3-
Name: butadienyl) -4-bora-3a,4a-diaza-s-indacene-3-
D3823; 4,4-difluoro-5-methyl-4-bora-3a,4a- undecanoic acid; BODIPY® 581/591 C11
Name: diaza-s-indacene-3-dodecanoic acid; BODIPY® Method: Fluorescence Microscopy
500/510 C1, C12 References: 605
Method: Fluorescence Microscopy [O-
References: 628 Structure: ]JC(=0)CCCCCCCCCCCI=[N+]2C(C=C1)=Cc
Structure: Cclcec2C=C3C=CC(Ccccceeeeceec(o- Leee(\C=C\C=C\c3cceee3)nl [B-]2(F)F
" D=0)=[N+J3[B-I(F)(F)nI2
Name: D109; 5-dodecanoylaminofluorescein
D3825; 4,4-difluoro-5-octyl-4-bora-3a,4a- Method: NA
Name: diaza- s-indacene-3-pentanoic acid; BODIPY® References: Invi
500/510 C8, C5 Structure: CCCCCCCCCCCC(=0)NclIcee(c(eHC([O-
Method: Fluorescence Microscopy ) 1)=0)C1=C2C=CC(=0)C=C20c2cc(O)cccl2
References: 627
) CCCCCCCCclcec2C=C3C=CC(CCCCC([0O- Name: F3857; Fluorescein octadecyl ester
Structure: 1) IN4+]3[B-](F)(F)n12 Method: __ Uptake/Binding
References: 623
D3862; 4,4-difluoro-5,7-dimethyl-4-bora-3a,4a- Structure: CCCcCcceeeececeeeececcol(=0jcetecccct
Name: diaza-s-indacene-3-undecanoic acid; BODIPY® ) C1=C2C=CC(=0)C=C20c2cc(O)cccl2
FL C11
Method: Cell Fractionation Name: H110; 5-hexadecanoylaminofluorescein
References: 605 Method: Fluorescence Microscopy
Structure: Cclce(C)n2c1C=C1C=CC(Cccceceeeecec(] References: 675
~ O-D=0)=[N+]1[B-]12(E)F CCCCCCCCCCCCCCCC(=0)Ncelcee(c(el)C([
Structure: 0O-
B3932; (E,E)-3,5-bis-(4-phenyl-1, 3- 1=0)C1=C2C=CC(=0)C=C20c2cc(O)cccl2
Name: butadienyl)-4,4-difluoro-4-bora-3a,4a- diaza-s-
indacene; BODIPY® 665/676 Name-: D291; 4-(4-(didecylamino)styryl)-N-
Method: NA ' methylpyridinium iodide; 4-Di-10-ASP
References: Invi Method: Fluorescence Microscopy
F[B- References: 676
Structure: 11(F)n2c(\C=C\C=C\c3cccce3)ccc2C=C2C=CC Structure: CCCCCCCCCCN(CcceeeeceCOyeleee(eehH

(/C=C/C=C\c3cccec3)=[N+]12

C=C\clcc[n+](C)ccl




Name: 0246; Octadecyl rhodamine B chloride; R18
Method: Uptake/Binding D3803; 2-(4,4-difluoro-5,7-dimethyl-4-bora-3a,
References: 678 Name: 4a-diaza-s-indacene-3-pentanoyl)- 1-
CCCCCCCCCCCeeeeeccolC(=0)cleceecd ' hexadecanoyl-sn-glycero-3- phosphocholine;
Structure: C1=C2C=CC(C=C20c2cc(ccc12)N(CC)CO)=[ Beta-BODIPY® FL C5-HPC
N+](CC)CC Method: Fluorescence Microscopy
References: 660
D3805; 2-(4,4-difluoro-5,7-dimethyl-4-bora-3a, CCCCCCCCCCeeeCC(=0)0CCc(Cop(([o-
Name: 4a-diaza-s-indacene-3-pentanoyl)- 1- Structure: D(EO)OCCIN+](C)(C)O)OC(=0)CCCCC1=[N
’ hexadecanoyl-sn-glycero-3- phosphate, +]2C(C=C1)=Cc1c(C)cc(C)n1[B-12(F)F
diammonium salt; Beta-BODIPY® FL C5-HPA
Method: NA Name: D11253,3'-dihexadecyloxacarbocyanine
References: Invi ’ perchlorate; DiOC16(3)
CCCCCCcceeeececec(=0)occe(corp(o- Method: Fluorescence Microscopy
Structure: D([O- References: 639
" D=0)OC(=0)CCCCCI=[N+]2C(C=C1)=Cclc( CCCCCCCCCCCCCCCCNINC(Oc2cceec]2)=
C)cc(C)nl[B-12(F)F Structure: C/C=C/cloc2cccec2[n+]1CCCCCCCCCCCCC
CCcC
D383; 1,1'-didodecyl-3,3,3',3"-
Name: tetramethylindocarbocyanine perchlorate; H361; 1-hexadecanoyl-2-(1-pyrenedecanoyl)-
DiIC12(3) Name: sn-glycero-3-phosphocholine; Beta-py-C10-
Method: Fluorescence Microscopy HPC
References: 611 Method: Pharmacological Effect
CCCCCCCCCCCCNIc2ccccc2C(O)(O)\C1=C\ References: 666
Structure: C=C\C1=[N+](CCCCCCCCCCCC)c2ccccc2Cl CCCCCCCCCCCCCCCC(=0)0CC(COP(O-
(©)C Structure: D(=0)OCCIN+](C)(C)C)OC(=0)CCcccceee
Cclcc2cecec3ceccecdecce(cl)c2e34
N3786; 2-(6-(7-nitrobenz-2-oxa-1,3-diazol-4-
Name: yl) amino)hexanoyl-1-hexadecanoyl-sn- D3771; 2-decanoyl-1-(0-(11-(4,4- difluoro-5,7-
glycero-3-phosphocholine; NBD C6-HPC Name-: dimethyl-4-bora-3a,4a- diaza-s-indacene-3-
Method: Fluorescence Microscopy ' propionyl) amino)undecyl)-sn-glycero-3-
References: 724 phosphocholine
CCCCCCCCCCCCCCCC(=0)0CC(COP([O- Method: NA
Structure: N(=0)OCCIN+](C)(C)C)OC(=0)CCCCCNclc References: Invi
cc(c2nonc12)N(=0)=0 CCCCCCCCCC(=0)0c((cocceceececececececce
Structure: NC(=0)CCCI=[N+]2C(C=C1)=Cc1c(C)cc(C)n
DA476; 2-(3-(diphenylhexatrienyl)propanoyl)-1- 1[B-]12(F)F)COP([O-])(=0)OCC[N+](C)(C)C
Name: hexadecanoyl-sn-glycero-3- phosphocholine;
Beta-DPH HPC N3787; 2-(12-(7-nitrobenz-2-oxa-1,3-diazol-4-
Method: Fluorescence Microscopy Name: yl)amino)dodecanoyl-1-hexadecanoyl- sn-
References: 657 glycero-3-phosphocholine; NBD C12-HPC
CCCCCccceeecececcee(=0)occe(corp(o- Method: Fluorescence Microscopy
Structure: D(=O)OCCIN+](C)(C)C)OC(=0)CCclcecc(\C= References: 725
C/C=C/C=C\c2cccec2)cel CCCCCCCCCCCCCCCC(=0)0CC(COP((O-
Structure: D(=0)OCCIN+](C)(C)C)OC(=0)CCcccccce
C3927MP; Cholesteryl 4,4-difluoro-5,7- CCCNclccee(c2nonc12)N(=0)=0
Name: dimethyl-4-bora-3a,4a- diaza-s-indacene-3-
dodecanoate; Cholesteryl BODIPY® FL C12 H3809; 1-hexadecanoyl-2-(1-pyrenedecanoyl)-
Method: Fluorescence Microscopy Name: sn-glycero-3-phosphoglycerol, ammonium salt;
References: 659 Beta-py-C10-PG
CC(OC)CCCCOcIceer3ce=c4cc(ceca( Method: NA
Structure: C)C3CCC120)0C(=0)cceececececececet=| References: Invi
N+]2C(C=C1)=Cclc(C)cc(C)n1[B-12(F)F CCCCCCCCCCCCCCCC(=0)0CC(COP(O-
Structure: D(=0)OCC(0)CO)OC(=0)CCCCCCCCCclcc
D3883; 4-Di-16-ASP (4-(4- 2ccc3ccccdecce(cl)c2c34
Name: (dihexadecylamino)styryl)- N-
methylpyridinium iodide; DiA D7711; N-(4,4-difluoro-5,7-dimethyl-4- bora-
Method: Fluorescence Microscopy Name: 3a,4a-diaza-s-indacene-3-
References: 612 ' dodecanoyl)sphingosyl phosphocholine ;
Structure:  CCCCCCCCCCCCCCCEN(CCCCCCCCCCC BODIPY® FL C12-sphingomyelin
) CCCCC)clccc(cc1)\C=C\clcc[n+](C)ecl Method: Fluorescence Microscopy




References:

611

CCCCCCCCCCCCC\C=C/C(0)C(COP([O-
D(=0)OCC[N+](C)(C)C)NC(=0)CCCCCCCC

CC\C=C\C\C=C/CCCCC)clccc(cc)\C=C\clcc
[n+](C)ccl

STUCUre: (600 =[N+]2C(C=C1)=Cel ¢(C)ec(C)nl [B- D3815; 2-(4,4-difluoro-5,7-diphenyl-4-bora-3a,
J2(F)F Name: 4a-diaza-s-indacene-3-pentanoyl)- 1-
' hexadecanoyl-sn-glycero-3- phosphocholine;
D3898; 3,3'-dilinoleyloxacarbocyanine Beta-BODIPY® 530/550 C5-HPC
Name: perchlorate; FAST DiO™ solid; DiODelta9,12- Method: Fluorescence Microscopy
C18(3), Cl04 References: 642
Method: NA CCCCCCCCCCCCCCCC(=0)0CCc(COoPp([O-
References: Invi Structure: D(=0)OCCIN+](C)(C)C)OC(=0)CCCCC1=[N
CCCCC\C=C\C\C=C\CCCCCCCCNINC(Oc2cc ’ +]2C(C=C1)=Cclc(cc(-c3cccee3)nl [B-]12(F)F)-
Structure: cccl12)=C/C=C/cloc2cccec2[n+]1CCCCCCCC\ clcceecl
C=C\C\C=C\CCCCC
D3886; 1,1'-dioleyl-3,3,3',3"-
D384; 1,1'-dihexadecyl-3,3,3',3"- Name: tetramethylindocarbocyanine methanesulfonate;
Name: tetramethylindocarbocyanine perchlorate; Delta9-Dil
DiIC16(3) Method: NA
Method: Fluorescence Microscopy References: Invi
References: 615 CCCCCCCC\C=C\CCCCCCCCNIc2ccece2C(
CCCCCCCCCCCCCCCCNIc2ceccc2C(CHON Structure: O)(O\C1=C\C=C/C1=[N+](CCCCCCCC\C=C\
Structure: C1=C/C=C/C1=[N+](CCCCcccceeececce CCCCCCCC)c2cccec2C1(O)C
C)c2cceec2C1(O)C
D3899; 1,1'-dilinoleyl-3,3,3',3'-
Name: D275; 3,3'-dioctadecyloxacarbocyanine Name: tetramethylindocarbocyanine perchlorate; FAST
) perchlorate Dil™ oil; DilDelta9,12- C18(3), Cl104
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 641 References: 611
CCCCCCCCCCCCCCCCCCNINC(Oc2cceccl CCCCC\C=C\C\C=C\CCCCCCCCNIc2ceccee2
Structure: 2)=C/C=C/cloc2ccccc2[n+]1CCCCCCCCCCC Structure: C(C)(O\C1=C\C=C/CI=[N+](CCCCCCCC\C=
CCCCCCC C\C\C=C\CCCCC)c2cccec2C1(C)C
D3793; 2-(4,4-difluoro-5-methyl-4-bora-3a,4a- D282; 1,1'-dioctadecyl-3,3,3",3"-
Name: diaza-s-indacene-3-dodecanoyl)-1- Name: tetramethylindocarbocyanine perchlorate; Dil';
' hexadecanoyl-sn-glycero-3- phosphocholine; DiIC18(3)
Beta-BODIPY® 500/510 C12-HPC Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 641, 645
References: 642 CCCCCCCCCCCCCCCCCCNIc2eccec2C(C)(
CCCCCCCCCCCCCCCC(=0)0CC(COP([O- Structure: ON\C1=C/C=C/C1=[N+](CCCCCCCccceecee
Structure: D(=0)OCCIN+](C)(C)C)OC(=0)CCCcCcCccCC CCCCC)c2cceec2C1(C)C
’ CCCCI1=[N+]2C(C=C1)=Cclccc(C)nl[B-
12(F)F M12652; Marina Blue® 1,2-dihexadecanoyl-
Name: sn-glycero-3- phosphoethanolamine; Marina
D3792; 2-(4,4-difluoro-5,7-dimethyl-4-bora-3a, Blue® DHPE
Name: 4a-diaza-s-indacene-3-dodecanoyl) -1- Method: NA
' hexadecanoyl-sn-glycero-3- phosphocholine; References: Invi
Beta-BODIPY® FL C12-HPC CCCCCCCCCCCCCCCC(=0)0OCC(COP(O-
Method: Fluorescence Microscopy Structure: N(=0)OCCNC(=0)CC1=C(C)c2cc(F)c([O-
References: 611 ’ Dc(F)c20C1=0)0OC(=0)CCCCCCcceecececce
CCCCCCCCCCCCCCCC(=0)0CC(COP((O- CC
Structure: D(=0)OCCIN+](C)(C)C)OC(=0)CCcccccce
’ CCCCI1=[N+]2C(C=C1)=Cclc(C)cc(C)nl[B- N360; N-(7-nitrobenz-2-oxa-1,3-diazol- 4-yl)-
12(F)F Name: 1,2-dihexadecanoyl-sn- glycero-3-
’ phosphoethanolamine, triethylammonium salt;
D7758; 4-(4-(dilinoleylamino)styryl)-N- NBD-PE
Name: methylpyridinium 4-chlorobenzenesulfonate; Method: Fluorescence Microscopy
’ FAST DiA™ golid; DiDelta9,12- C18ASP, References: 8, 617
CBS CCCCCCCCCCCCCCCC(=0)0CC(COP([O-
Method: Fluorescence Microscopy Structure: 1(=0)OCCNCclcce(c2nonc12)N(=0)=0)OC(=
References: 616 O)CCcceececcececececcecce
Structure: CCCCC\C=C\C\C=C\CCCCCCCCN(Cceecee




D307; 1,1'-dioctadecyl-3,3,3",3'-

D(=0)OCCNS(=0)(=0)clccec2e(ceecl12)N(C)

Name: tetramethylindodicarbocyanine perchlorate; C)OC(=0)CCCCcreeeeeceeece
DiD' oil; DiIC18(5) oil
Method: Fluorescence Microscopy B7701; 1,2-bis-(4,4-difluoro-5,7-dimethyl-4-
References: 685 Name: bora-3a,4a-diaza-s-indacene-3- undecanoyl)-sn-
CCCCCCCCCCCCCCCCCCNIc2ccccc2C(O)( ’ glycero-3- phosphocholine; Bis-BODIPY® FL
Structure: O\C1=C\C=C\C=C\C1=[N+](CCCCccccccc C11-PC
CCCCCCCO)c2ccccc2Cl1(O)C Method: Fluorescence Microscopy
References: 648
P22652; Pacific Blue™ 1,2-ditetradecanoyl-sn- Cclce(C)n2¢1C=C1C=CC(CCCccceeecc(=
Name: glycero-3- phosphoethanolamine, 0)OCC(COP([O-
triethylammonium salt; Pacific Blue™ DMPE Structure: D(EO)OCCIN+](C)(C)O)OC(=0)Ccceeeccee
Method: NA CCC3=[N+]4C(C=C3)=Cc3c(C)cc(C)n3[B-
References: Invi 14EF)=[N+]1[B-]12(B)F
CCCCCCCCCCCCCC(=0)0CcCc(Ccorp(([0-
Structure: D(=0)OCCNC(=0)C1=Cc2cc(F)c([O- Name: C7000; CellTracker™ CM-Dil
Dec(F)c20C1=0)0C(=0)CCCCCCcccececee Method: Fluorescence Microscopy
References: 618
D7776; 1,1'-dioctadecyl-3,3,3",3'"- CCCCCCCCCCCCCCCCCCNIc2eccec2C(C)(
Name: tetramethylindocarbocyanine-5,5'- disulfonic Structure: O\C1=C\C=C\Cl=[N+](CCCcCccceeececece
acid; DiIC18(3)-DS ’ CCCCOC)c2ccc(CNC(=0)c3ccc(CClyec3)ec2Cl
Method: NA OC
References: Invi
CCCCCCCCCCCCCCCCCCNIc2cecc(ec2C(C) 012650; Oregon Green® 488 1,2-
Structure: (O)\C1=C/C=C/C1=[N+](CCCCCccrcrceeecce Name: dihexadecanoyl-snj glycero-3-
’ CCCCC)c2cce(cc2C1(O)O)S([O- phosphoethanolamine; Oregon Green® 488
D(=0)=0)S([O0-D(=0)=0 DHPE
Method: NA
Name: D6562; 1,2-dioleoyl-3-(1-pyrenedodecanoyl)- References: Invi
' rac-glycerol CCCCCCCrreeceece(=0)occ(corp(o-
Method: NA Structure: N(=0)OCCNC(=0)clcee(c(c1)C([O-
References: Invi ’ D=0)C1=C2C=C(F)C(=0)C=C20c2cc(O)c(F)c
CCCCCCCCl\C=C\Ccreeeece(=0y)occecco c12)0C(=0)CCCCCCCCCCCCCCC
Structure: C(=0)CCCCCCCCCCCclcce2ecec3cecccdcececlce
2¢34)0C(=0)CCCCCCC\C=C/CCCCCcCCcC Name: D7778; 3,3'-dioctadecyl-5,5'-di(4-sulfophenyl)
’ oxacarbocyanine, sodium salt; SP-DiOC18(3)
D12731; 1,1'-dioctadecyl-3,3,3',3'- Method: Fluorescence Microscopy
Name: tetramethylindotricarbocyanine iodid; DiR; References: 727
DIIC18(7) CCCCCCCCCCCCCCCCCCNINC(Oc2ccce(ccel
Method: Fluorescence Microscopy 2)-clcce(ec1)S([O-
References: 664 Structure: N (=0)=0)=C/C=C/cloc2ccc(cc2[n+]1CCCCC
CCCCCCCCCCCCCCCCCCNIc2eccec2C(C)( CCCCCCCCCCCCO)-clece(ec)S([O-
Structure: ON\C1=C\C=C/C=C/C=C\C1=[N+](CCcCCCCC DE0)=0
CCCCCCCCCCC)c2cccec2C1(C)C
B1616; N-((6-(biotinoyl)amino)hexanoyl)-1,2-
B1550; N-(biotinoyl)-1,2-dihexadecanoyl-sn- Name: dihexadecanoyl-sn-glycero-3- .
Name: glycero-3-phosphoethanolamine, phosphoethanolamine, triethylammonium salt;
triethylammonium salt; Biotin DHPE Biotin-X DHPE
Method: NA Method: NA
References: Invi References: Invi
CCCCCCCCCCCCCCCC(=0)0CC(COP([O- CCCCCCCCCCCCCCCC(=0)0CC(COP([O-
Structure:  )(=0)OCCNC(=0)CCCCCISCCINC(=ONC | | quruerure: VEQIOCCNC(=0)CCCCCNC(=0)CCCCCLS
12)0C(=0)CCCCCcCcccececcececee CC2NC(=0)NC12)0C(=0)Cccceeecceccececce
CCC
D57; N-(5-dimethylaminonaphthalene-1-
Name: sulfonyl)-1,2-dihexadecanoyl-sn- glycero-3- D7777, 1,1'-dioctadfecyl-é,6'-di(4-s'ulf0phenyl)-
' phosphoethanolamine, triethylammonium salt; Name: 3,3,3",3"-tetramethylindocarbocyanine; SP-
Dansyl DHPE DiICI13(3)
Method: NA Method: Fluorescence Microscopy
References: Invi References: 649
Structure: CCCCCCCCCCCCCCCC(=0)OCC(COP([O- Structure: CCCCCCCCCCCCCCCCCCNI1c2cec(cec2C(C)




(O)\C1=C\C=C\Cl=[N+](CCcCccceeeeccec
CCCCC)c2cc(ccc2C1(C)O)-cleec(ec1)S([O-
1 (=0)=0)-clcce(ccl)S([O-)(=0)=0

(ncbebeee(ce56)S([O-
D(=0)=0)c5ce(cee35)S([0-
(=0)=0)c2c1)clece(ce41)S([0-)(=0)=0

F362; N-(fluorescein-5-thiocarbamoyl)- 1,2- Name: ZnPcS3C9
Name-: dihexadecanoyl-sn?glyce.ro-3- . Method: Fluorescence Microscopy
phosphoethanolamine, triethylammonium salt; References: 88
Fluorescein DHPE CCCCCCCC#Cclecec2c3nc4nc(ne5n6[Zn]n3c(
Method: NA Structure: nc3nc(ncbebeee(ce56)S([O-
References: Invi ’ N(=0)=0)c5cc(cee35)S([O-
CCCCCCCCCCCeeeeC(=0)occ(Cop([o- 1)(=0)=0)c2c1)clcce(cc41)S([O-)(=0)=0
Structure: N(=0)OCCNC(=S)Nceleee(c(c1)C([O-
D=0)C1=C2C=CC(=0)C=C20c2cc(O)cccl?) Name: Rhodac
OC(=0)CCCCCCCCCCCCCCC Method: Fluorescence Microscopy
References: 102
T1391; N-(6- CCOC(=C\C=CI\SC(\C=C2\SC(c3cccee3)=C(
tetramethylrhodaminethiocarbamoyl)-1,2- Structure: ~ N2CC)c2ccece2)=[N+](CC)C1=0)\C=C1\Sc2c
Name: dihexadecanoyl-sn-glycero-3- cc(C)cc2N1CC
phosphoethanolamine, triethylammonium salt;
TRITC DHPE Name: 3-THPP; tetra(3-hydroxyphenyl)porphine
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 679 References: 111
CCCCCCCrreceeecce(=0)oce(cop(o- Oclceee(cl)-cle2eec(n2)c(-
D(=0)OCCNC(=S)Nceleee(C([O- ~ c2ceec(0)c2)c2eee([nH]2)c(-
Structure:  1)=0)c(c1)C1=C2C=C/C(/C=C20c2cc(ccc12)N Structure: c2ccec(0)e2)c2eec(n2)e(-
(OO)=[N+]\C)O)OC(=0)CCCccecceceeece c2ccee(0)c2)c2ecc ] [nH]2
CCC
Name: Cytochalasin D
Name: Hostalux SN Method: Cell Fractionation
Method: Fluorescence Microscopy References: 143
References: 55 ~ CCIC\C=C\C2C(0)C(=C)C(C)C3C(Ccdcccecd
Structure: | CC(OCOCCS(=0)(=0)clecc(ce INICCC(=N || Strueture: ) ye - 6)023¢(0C(C)=0)\C=C\C(C)(O)C1=0
’ 1)clcec(Clhecl
) HBDP-R1; 2,-(N,N-dimethylamino)-
Name: Uvitex EBF Name: propylamine-HB
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 55 References: 186
Structure: clcec2oc(nc2cl)-clese(cl)-clnc2eccec2ol COC1=CC(=0)c2c¢(NCCC[NH+](C)C)c(OC)c3
Structure: CC(C)=C(C(C)=0)c4c(OC)c(NCCC[NH+](C)
Name: Blancophor DCR C)c5C(=0)C=C(OC)cbeclc2c3c4c56
Method: Fluorescence Microscopy
References: 55 Name: CIBC Derivative 2
Structure:  COE0)(=0)elecc(ce HNICCC(=N1)eleee(Cl) Method: Fluorescence Microscopy
cel References: 227
CCC1C(C)c2cc3[nH]c(ccdnc(C(CCC([O-
Name: MPPT Structure: 1)=0)C4C)c4C(=0)N(OC)C(=0)c5¢(C)c(ccln2
Method: Fluorescence Microscopy )[nH]c45)c(C)c3C(C)O
References: 55
. Cnlc(nc2cccccl?2)- CICD Derivative 5; 13,15-N-cycloimide
Structure: cleee(s1)C1=NN(CCl)clecceel Name: Derivatives of Chlorin p10 !
Method: Fluorescence Microscopy
Name: 3-Cyanoperylene References: 86
Method: Fluorescence Microscopy CCclc(C)c2cec3[nH]c(ccdnc(C(CCC(=0)0OC)C
References: 55 Structure: 4C)c4C(=0)N(OC)C(=0)c5¢c(C)c(ccln2)[nH]c
Structure: N#Cclccc2c3cececdecee(cSceeclc25)c34 45)c(C)c3C=C
Name: ZnPcS3C6 Name: di-4-ANEPPDHQ
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 88 References: 291
Structure: CCCCC#Cclcec2c3nednc(neSn6[Zn]n3c(nec3nc Structure: CCCCN(CCCC)cleec2ee(CCe3ec[n+](CC(O)C
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[N+](C)(C)CCO)cce3)cec2cel

Name: PY-1268; Di-2-TTEPPTEA
Name: Evans Blue Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 383
References: 294 CCN(CCO)clcee(sl)-clcee(sl)-
Cclcc(ccc IN\N=C1/C=Cc2c(cc(c(N)c2C1=0)S Structure: clceec(\C=C\c2cc[n+](CCCIN+](CC)(CC)CC)c
. ([O-D(E=0)=0)S([0-D(=0)=0)- c2)sl
Structure: 1} G(NW=C2/C=Ce3c(ce(c(N)e3C2=0)S([O-
1)(=0)=0)S([O-])(=0)=0)c(C)cl Name: PY-1286; Di-3-BTEPPTEA
Method: Fluorescence Microscopy
Name: SnNT2H?2 (CI2) References: 383
Method: Fluorescence Microscopy CCCN(CCO)clccece(sl)-
References: 332 Structure: clecc(\C=C\c2cc[n+](CCC[N+](CC)(CC)CC)c
CCCOC(=0)C1Cc2c3[n+]4c(cc5c(CC)c(CC)ch c2)sl
Structure: cc7c(CC)c(CC)c8cc9c(CC)c(CC)e2n9[Sn]4(nS
6)[n+]78)C(CC)C13CC Name: PY-1266; Di-4-BTEPPTEA
Method: Fluorescence Microscopy
Name: EBCS References: 383
Method: Fluorescence Microscopy CCCCN(CCCC)clccc(sl)-
References: 332 Structure: clecc(\C=C\c2cc[n+](CCC[N+](CC)(CC)CC)c
Structure: CCclc(C)c2cc3[nH]ce(c(C)e3CC)c3ccccdce3nc(c c2)sl
’ c3[nH]c(cc1n2)c(C)c3CC)C4(C)CC
Name: JPW-3067
Name: SnEBCS Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 384
References: 332 Structure: CN(C)clcce(\C=C\c2ccc(\C=C\C3=[N+](CCC[
CCclc(C)c2cc3c(CC)e(C)cdec5c(CC)e(C)cbns ) N+](C)(C)C)cdecccc4C3(C)C)s2)ccl
Structure: [Sn]5(n2clccl[n+]5¢2c(cc(cc62)S([O-
D(=0)=0)C1(C)CC)[n+]34 Name: JPW-5034
Method: Fluorescence Microscopy
Name: JPW-3028; Di-1-ANEPEQ References: 384
Method: Fluorescence Microscopy Structure: CCCCN(CCCC)clece(\C=C\c2ccc(\C=C\C3=[
References: 383 ’ N+](CCCIN+](C)(C)C)cdcceecdC3(C)C)s2)cecl
Structure: CN(O)clcec2ec(cec2e)\C=C\clce[n+](CC[N+
’ 1(C)(C)C)ccl Name: JPW-5020
Method: Fluorescence Microscopy
Name: JPW-3080; Di-1-APEFEQPQ References: 384
Method: Fluorescence Microscopy CCCCCCCCN(CcceeecCO)eleece(\Cc=C\c2cc
References: 383 Structure: c(\C=C\C3=[N+](CCC[N+](C)(C)C)c4cccecdC
Structure: CN(O)clcec(\C=C\c2ccc(\C=C\c3cc[n+](CCC[ 3(C)C)s2)ccl
’ N+](C)(C)C)cdececec34)o02)ccl
Name: di-4-ANEPPS
Name: JPW-600; Di-4-ANBDQPQ Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 384
References: 383 Structure: CCCCN(CCCC)clcec2ec(cec2e )\C=C\clccln
Structure: CCCCN(CCCC)cleec2ec(\C=C\C=C\c3ce[n+]( +](CCCS(JO-))(=0)=0)ccl
’ CCCIN+](C)(C)C)cdceccec34)ceccel
Name: JPW-3012
Name: JPW-4090; Di-2-ANBDQPQ Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 385
References: 383 Structure: CIN+](O)(O)CCCIn+]1ccc(\C=C\c2cc3CCCN4
Structure: CCN(CO)clccc2ec(\C=C\C=C\c3cc[n+](CCC[ CCCc(c2)c34)c2cccecl2
’ N+](C)(C)C)cdceeceee34)cec2el
Name: KDH-160
Name: PY-1261; Di-2-BTEPPTEA Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 385
References: 383 Structure: CCN1CCCc2ccc(\C=C\c3cc[n+](CCCS([O-
CCN(CCO)clcce(sl)- ) 1)(=0)=0)c4dccecc34)ccl2
Structure: clecc(\C=C\c2cc[n+](CCC[N+](CC)(CC)CC)c
c2)sl Name: JPW-3066
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Method:

Fluorescence Microscopy

CCCCCCCCCCCON(Ccceececeeececcyelec

References: 385 Structure: c(\C=C\c2ccc(\C=C\c3cc[n+](CCCIN+](C)(O)
Structure: | CON(O)eleee(\C=Ce2eee(\C=Cle3ec[n+](CCC C)cdceeecce34)o2)cel
’ N+](C)(C)C)cdeceeec34)s2)ccl
Name: DB1-195
Name: JPW-4012 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 385
References: 385 Structure: CCCCN(CCCCO)clece(cc)\C=C\clc2cecec2[n
Structure: CCCCN(CCCC)clecc(\C=C\c2ccc(\C=C\c3cc[ +](CCCS([O-N(=0)=0)c2cceec]2
’ n+](CCCIN+](C)(C)C)cdccecec34)o2)ccl
Name: JPW-5031
Name: JPW-4023 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 385
References: 385 Structure: CCN(CCO)cleec2ec(\C=C\C=C\C3=[N+](CCC[
Structure: CCN(CO)clcec(\C=C\c2ccc(\C=C\c3cc[n+](C N+](C)(C)C)cdceeecdC3(C)C)eec2cel
’ CC[N+](C)(C)C)cdcccee34)o2)ccl
Name: DB2-039
Name: RE-66 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 385
References: 385 Structure: CCCCCC1C(CCCC)Cc2cc(\C=C\c3cc[n+](CC
Structure: CCCCN(CCCC)clcee(cc1)\C=C\clc2cceee2[n CIN+](C)(C)C)c4cecec34)cc3CCCN1c23
) +](CCCCS([O-])(=0)=0)c2cccccl2
Name: JPWI1114
Name: RE-136 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 411
References: 385 Structure: CCN(CCO)cleec2ec(cec2e)\C=C\clec[n+](CC[
Structure: CCCCN(CCCC)clece(ce)\C=C\C=C\c1c2ccee N+](C)(C)C)ccl
) c2[n+](CCCS([0O-])(=0)=0)c2cccecl?2
Name: RH795
Name: RK-57 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 413
References: 385 Structure: CCCCN(CCCCO)clecc(CCCC2cc[n+](CC(O)C
CCCCOCICN2CC(Cc3cc(\C=C\c4cS5ceeeeS[n ) C(C)(C)CCO)cc2)ccl
Structure: +](CCCS([O-
1)(=0)=0)c5ccecc4S)ec(C1)c23)0OCCCC Name: JPW3039
Method: Fluorescence Microscopy
Name: JPW-5019 References: 413
Method: Fluorescence Microscopy Structure: CCN(CC)clccc2ec(cec2e1))\C=C\clcc[n+](CC(
References: 385 ) 0)CC(C)(C)CCO)ccl
CCCCCCCCN(CccceeceCOyelecc(\C=C\c2cce
Structure: c(\C=C\c3cc[n+](CCCIN+](C)(C)C)cdcccec34) Name: JPW2081
s2)ccl Method: Fluorescence Microscopy
References: 413
Name: JPW-5021 Structure: CCCCN(CCCC)clcec2ec(cec2e )\C=C\clccln
Method: Fluorescence Microscopy ’ +](CC(O)CC(C)(C)CCO)ccl
References: 385
CCCCCCCECN(CcceeecCO)eleece(\Cc=C\c2cc Name: JPW3031
Structure: c(\C=C\c3cc[n+](CCC[N+](C)(C)C)cdcecec3d) Method: Fluorescence Microscopy
02)ccl References: 413
Structure: CCCCCCN(CcccCCO)cleec2ec(\C=C\c3cc[n+
Name: JPW-5026 ’ 1(CC(O)CC(C)(C)CCO)ce3)cec2cel
Method: Fluorescence Microscopy
References: 385 Name: JPW5037; di-8-ANEPPS
CCCCCCCCCCCeN(ceeeceeecceyelee Method: Fluorescence Microscopy
Structure: c(\C=C\c2ccc(\C=C\c3cc[n+](CCCIN+](C)(O) References: 412,413
C)cdececce34)s2)ecl Structure: CCCCCCCCN(cceeecCOyeleec2ec(\C=C\c
’ 3ce[n+](CCCS([0-1)(=0)=0)cc3)cec2el
Name: JPW-5028
Method: Fluorescence Microscopy Name: ANNINE-6plus
References: 385 Method: Fluorescence Microscopy




References: 414 Method: Fluorescence Microscopy
Structure: CCCCN(CCCC)cleec2e(cec3c2ecc2edcccsScln References: 448
’ +](CCCIN+](C)(C)C)cecSedeee32)cl CCCCclcee-2¢(Ce3ec(CCCC([O0-1=0)ccc-
Structure:
23)cl
Name: RH160
Method: Fluorescence Microscopy Name: C8A-FL
References: 415 Method: Fluorescence Microscopy
Structure: CCCCN(CCCC)clecc(cc\C=C\C=C\clcc[n+] References: 448
’ (CCCCS([O-)(=0)=0)cc1 Structure: [O-]1C(=0)CCCCCCCclccc-2¢(Cc3ccccc-23)cl
Name: di-4-ANEPBS Name: C8A-FL-C4
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 415 References: 448
Structure: CCCCN(CCCC)clcec2ec(cec2e )\C=C\clccln Structure: CCCCclccee-2¢(Ce3cc(CCecceceecec(o-
) +](CCCCS([O-])(=0)=0)ccl ) 1)=0)ccc-23)cl
Name: BNBIQ Name: C6A-FL
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 415 References: 448
Structure: CCCCN(CCCC)cleec2cece(cec2cel)- Structure: [O-1C(=0)CCCCCcleccc-2¢(Ce3cccce-23)cl
) clcec2e[n+](CCCCS([O-])(=0)=0)ccc2cl
Name: C6A-FL-C2
Name: ANNINE-5 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 448
References: 415 Structure: CCclccc-2¢(Ce3ec(CCCCCC([O-)D=0)cce-
Structure: CCCCN(CCCC)cleec2e(cec3c2ecc2cdec[n+]( ’ 23)cl
) CCCCS([O-D(=0)=0)cc4cec32)cl
Name: C6A-FL-C4
Name: ANNINE-6 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 448
References: 415 Structure: CCCCclcee-2¢(Ce3ec(CCCCCC([O-])=0O)ccc-
Structure: CCCCN(CCCC)clcec2e(cee3c2ecc2c4ccecsceln ’ 23)cl
) +](CCCCS([O-])(=0)=0)cccS5cdcecc32)cl
Name: C6A-FL-C6
Name: WW375 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 448
References: 417 Structure: CCCCCCclcec-2¢c(Ce3cc(CCCccec(o-
Structure: CCNI1C(=S)S\C(=C/C=C\C=C2/C=CN(CCCS([ ) ])=0)ccc-23)cl
) 0O-])(=0)=0)c3cccec23)C1=0
Name: C6ABz PC
Name: RH155 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 448
References: 417 CCCCCCCCCeeeec(=0)occe(corp([o-
CC1=NN(c2cce(ce2)S([O- Structure: N(=0)OCCIN+](C)(C)C)OC(=0)CCCCCclccc
Structure: N(=0)=0)C(=0)C\1=C\C=C(\C=C\c1c(C)nn(- (cc1)C(=0)clceccecd
c2cce(cc2)S([0-])(=0)=0)c10)clcccccl
Name: C6ABzC6
Name: WW781 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 448
References: 417 CCCCCcceeeecec(=o)oce(corp(o-
CCCCNIC(=0)N(CCCC)C(0)=C(\C=C\C=C\ Structure: D(=0)OCCIN+](C)(C)C)OC(=0)CCCCCclcce
Structure: C=C2\C(C)=NN(C2=0)c2ccc(cc2)S([O- (cc1)C(=0)clcee(CCCCCO)ccl
D(=0)=0)C1=0
Name: C8ABz PC
Name: C4A-FL Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 448
References: 448 CCCCCCCCCCCCCC(=0)OCC(COP([O-
Structure: [O-]1C(=0)CCCclccc-2¢(Ce3cecccc-23)cl Structure: D(=E0)OCCIN+](C)(C)C)OC(=0)CCCCCCCcl

cce(ecl)C(=0)clcecceccl

Name:

C4A-FL-C4




Name: C8ABzC4 PC Name: Methoxylepidine Dye
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 448 References: 462
CCCCCCCCCCCCCC(=0)0occ(cop((o- CCCCN(CCCC)clecc(\C=C\c2ccc(\C=C\c3cc[
Structure: D(=0O)OCCIN+](C)(C)C)OC(=0)CCCCCCCcl Structure: n+](CCCCS([O-
cce(ec1)C(=0)clcecc(CCCC)ecl 1N(=0)=0)cdcec(0OC)cc34)s2)ccl
Name: 1-Pyrene Butyric Acid; PBA Name: Amethyst Violet
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 456 References: 463
[O- Structure: CCN(CCO)clccee2ne3cec(ce3[n+](-
Structure: ]C(=0)CCCC1=CCC2=C3C4C(C=C2)=CC=C ) c3cceeec3)c2c)N(CC)CC
C4=CC=C13
Name: DiOC1(3)
Name: Lepidine Dye Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 463
References: 462 Structure: CNI\C(Oc2cccec12)=C/C=C/cloc2cccec2[n+]
Structure: CCCCN(CCCC)clecc(\C=C\c2ccc(\C=C\c3cc[ ’ 1C
) n+](CCCCS([O-])(=0)=0)c4ccccc34)s2)cel
Name: RH355
Name: Indolenine Dye Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 464
References: 462 Structure: CN(O)clccc(cc ) \C=C\C=C\clcc[n+](CCC[N+
CCCCN(CCCC)clecc(\C=C\c2ccc(\C=C\C3=[ ) J(C)(C)C)ccl
Structure: N+](CCCCS([O-
1)(=0)=0)c4cccccdC3(C)C)s2)ccl Name: RH461
Method: Fluorescence Microscopy
Name: Benzthiazole Dye References: 464
Method: Fluorescence Microscopy Structure: CCN(CO)clcce(cc)\C=C\C=C\clcc[n+](CCC]
References: 462 ’ N+]J(C)(C)C)ccl
Structure: CCCCN(CCCCO)clecc(\C=C\c2ccc(\C=C\c3sc4
cceecd[n+]3CCCCS([0-1)(=0)=0)s2)ccl Name: RH437
Method: Fluorescence Microscopy
Name: Sulfindolenine Dye References: 464
Method: Fluorescence Microscopy Structure: CCCN(CCC)clcec(cc1)\C=C\C=C\clcc[n+](C
References: 462 ’ CCIN+](C)(C)C)cel
CCCCN(CCCC)clecc(\C=C\c2ccc(\C=C\C3=[
Structure: N+](CCCCS([0- Name: JPW1234
D(=0)=0)cdcec(ccdC3(C)O)S([O- Method: Fluorescence Microscopy
D(E0)=0)s2)ccl References: 465
Structure: CCCCN(CCCC)clcec2ec(cec2e )\C=C\clcc[n
Name: Benzoxazole Dye ) +](CC(C)CO)ccl
Method: Fluorescence Microscopy
References: 462 Name: JPW1259
Structure: CCCCN(CCCC)clecc(\C=C\c2ccc(\C=C\c3oc4 Method: Fluorescence Microscopy
- ceeee4[n+]3CCCCS([O-)(=0)=0)s2)ccl References: 465
: Structure: CCCCN(CCCC)cleec2ec(\C=C\c3cc[n+](CC4
Name: Sulfoindolenme Dye ) OC(0C)C(0)C40)cc3)ccc2el
Method: Fluorescence Microscopy
References: 462 Name: JPW1290
CCCCN(CCCO)clece(\C=C\c2cec(\C=C\C3=[ Method: Fluorescence Microscopy
Structure: N+](CC)cdcce(CS([O- References: 465
D(=0)=0)cccd4C3(C)C)s2)ccl ) CCN(CCO)clcec2ec(cec2ec ) \C=Chelee[n+](CC(
Structure:
C)CO)ccl
Name: Methoxyquinaldine Dye
Method: Fluorescence Microscopy Name: F8N1S
References: 462 Method: Fluorescence Microscopy
Structure: CCCCN(CCCCO)clecc(\C=C\c2cce(C=Cc3ccc4 References: 466
~ce(OC)ceed n+]3CCCCS([O-])(=0)=0)s2)ccl Structure:. | CCCCCCCCN(CCCCCCCO)el ece(ee])CT=C(

[0-])C(=0)c2cc(C[N+](C)(C)CCCS([O-
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1(=0)=0)ccc201 References: 495
Cclcec(cec1C1=C2C=C(F)C(=0)C=C20c2cc(O
Name: PPZ8 Structure: )c(F)cc12)C(=0)NCclcec(COc2ne(N)nc3[nH]c
Method: Fluorescence Microscopy nc23)ccl
References: 466
CCCCCCCCOclccc20C(=C([O- Name: Pennsylvania Green Fluorophore Derivative 22
Structure: DC(=0)c2c1)clcec(cc1)NICCN(CCl)clee[n+] Method: Fluorescence Microscopy
(CCCS([O-DH(=0)=0)ccl References: 498
CC(C)CCCroc1ceezcsce=c4ce(cece4(
Name: RH237 Structure: C)C3CCCI120)[NH2+]CCCNC(=0)CCNC(=0)
Method: Fluorescence Microscopy ’ CCNC(=0O)clcec(c(C)cl)C1=C2C=C(F)C(=0)
References: 492 C=C20c2cc(0)c(F)ecl2
Structure: CCCCN(CCCC)clcec(cec)\C=C\C=C\C=C\clc : _
’ ¢[n+](CCCCS([O-])(=0)=0)ccl Name: ;;’ennsylvama Green Fluorophore Derivative
Method: Fluorescence Microscopy
References: 498
Name: 05-Benzylguanine- Pennsylvania Green CC(O)CCCr(o1ceecace=c4ce(ecec4(
Structure: C)C3CCCI120)[NH2+]CCCNC(=0)CCNC(=0)
CCNC(=0)clcee(e(C)el)C1=C2C=CC(=0)C=
Method: Fluorescence Microscopy C20c2cc(O)cccl?2

Supplemental Table 5: The chemical compounds with reported subcellular localization site in the endoplasmic
reticulum and Golgi apparatus. References information is available in Supplemental Table 10. Structure is presented as
the Simplified Molecular Input Line Entry Specification string of the major microspecies at pH 7.4, as calculated by

ChemAxon.

Name: B7450; Brefeldin A Structure: CCCCCCCCCCCCC\C=C\C(O)C(CO)NC(=0)
Method: Fluorescence Microscopy ) CCCCCNclcce(c2nonc12)N(=0)=0
References: | 54, 593
CC1CCC\C=C/C2CC(O)CC2C(O)\C=C/C(=0) Name: E12353; ER-Tracker™ Blue-White DPX
Structure: -
01 Method: Fluorescence Microscopy
References: | 586
Name: D272; 3,3'-dipentyloxacarbocyanine CN(C)clccec(ecl)-clenc(ol)-
) i0dideDiOC5(3) Structure: cleee(eel)S(=0)(=0O)NCCNC(=0)c1c(F)c(F)c(
Method: Fluorescence Microscopy F)c(F)c1F
References: |28
Structure: CCCCCNI\C(0Oc2ccccel2)=C\C=C\cloc2cccce D3521;.N-(4,4}-diﬂuoro-5,7-dimethyl-4- bora-
) 2[n+]1CCCCC Name: 3a,4a-diaza-s-indacene-3-
' pentanoyl)sphingosine; BODIPY® FL C5-
Name: B7447; Brefeldin A, BODIPY® FL conjugate; ceramide _
' gBFA 1 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: | 131
References: | 54 CCCCCCCCCCCCC\C=C/C(0)C(CO)NC(=0)
CCICCC\C=C\C2CC(O)cCc2c(Ooc(=0)cee2 Structure: CCCCCI=[N+]2C(C=C1)=Ccle(C)ec(C)nl[B-
Structure: =[N+]3C(C=C2)=Cc2c(C)cc(C)n2[B- 12(B)F
13(F)F)\C=C\C(=0)O1
B7449; Brefeldin A, BODIPY® 558/568
- - Name: .
N1154; 6-((N-(7-nitrobenz-2-oxa-1,3- diazol-4- conjugate; rBFA
Name: yl)amino)hexanoyl)sphingosine; NBD C6- Method: Fluorescence Microscopy
ceramide References: | 54
Method: Fluorescence Microscopy Structure: CC1CCC\C=C\C2CCc(O)ce2coc(=0)cee2
References: | 146 ) =[N+]3C(C=C2)=Cc2ccc(-c4cccs4)n2[B-




13(F)F)\C=C\C(=0)01 Name: Tolyporphin
Method: Fluorescence Microscopy
D7540; N-((4-(4,4-difluoro-5-(2-thienyl)-4- References: | 117
Name: bora-3a,4a-diaza-s-indacene-3- CCICC(OC(O)=0)C(OC(C)=0)c(onc1io(
' yl)phenoxy)acetyl)sphingosine; BODIPY® TR ) =0)c2cc3cc(C)e(cedne(ceS[nH]c(ce5C)ccln2)
Structure
ceramide ’ C(=0)C4(C)C10C(C)C(CC10C(C)=0)0C(C)
Method: Fluorescence Microscopy =0)[nH]3
References: | 719
CCCCCCCCCCCCC\C=C/C(O)C(CO)NC(=0) Name: KRNS5500
Structure: COclccc(ccl)- Method: Fluorescence Microscopy
’ clcec2C=C3C=CC(c4cccs4)=[N+]3[B- References: | 120
1(B)(FE)nl2 Structure: CCCCCCCCC\C=C\C=C\C(=0)NCC(=O)NC1
’ C(0O)C(O)C(Nc2nenc3nc[nH]c23)OC1C(0O)CO
D3522; N-(4,4-difluoro-5,7-dimethyl-4- bora-
Name: 3a,4a-diaza-s-indacene-3- pentanoyl)sphingosyl Name: gBFA II
' phosphocholine ; BODIPY® FL C5- Method: Fluorescence Microscopy
sphingomyelin : References: | 54
Method: Fluorescence Microscopy CCICCC\C=C\C2CC(CC2C(0)\C=C\C(=0)01
References: | 588 Structure: | YOC(0)CCC1CCC2CC3C(C)CC(C)N3[B-
CCCCCcceeeeecee=c/coyce(corpqo- 1(F)(F)[NH+]12
Structure: D(=0)OCCIN4](C)(C)C)NC(=0)CCCCC1=[N
+]2C(C=C1)=Cclc(C)ec(Onl[B-2(HF Name-: 13-Oxo-methyl Pyropheophorbide-a Derivative
' 10
Name-: E34251; ER-Tracker™ Green; BODIPY® FL Method: Fluorescence Microscopy
. glibenclamide References: | 218
Method: NA CCCCCCCCCCCCOC(C)ele(C)e2ee3ne(C(CC
References: | Invi Structure: C(=0)0C)C3C)c3C(=0)C(=0)cdc(C)c(ccSnc(c
COclc(NC(=0)CCC2=[N+]3C(C=C2)=Cc2c(C ¢1[nH]2)C(C)C5CC)[nH]c34
Structure: )cc(Cn2(B-
13(E)F)ce(CheelC(=0)NCCeleee(ee)S([O- _ 13-Oxo-methyl Pyropheophorbide-a Derivative
1)(=0)=NC(=0)NCICCCCC1 Name: 14
Method: Fluorescence Microscopy
D7519; N-(4,4-difluoro-5,7-dimethyl-4- bora- References: | 218
3a,4a-diaza-s-indacene-3- CCCCCCCCCCCCOC(C)C1=C(C)C2\C=C3/N
Name: dodecanoyl)sphlngosyl 1-beta-D- Structure: =C(C(CCC(=0)0C)C3C)C3=C4N5[In](C)N2
galactopyranoside; BODIPY® FL C12- ructure: C1\C=C1/N=C(/C=C5/C(C)=C4C(=0)C3=0)C
galactocerebroside (Co)Cl1C
Method: Fluorescence Microscopy
References: | 661 Name: CIBC Derivative 1
CCCCCCCCCCCCAC=C\C(O)C(COCIOC(C Method: Fluorescence Microscopy
Structure: 0)C(0O)C(O)C10)NC(=0O)Ccceeececcececececet References: | 227
=IN+2C(C=CD=Cclc(C)ec(C)nl[B-]2(H)F CCC1C(C)c2cc3[nH]e(ce4nc(C(CCC([O-
Structure: 1)=0)C4C)c4C(=0)OC(=0)c5¢c(C)c(ccln2)[nH
Name: E§4250; ER-TrackerTM Red; BODIPY® TR 1¢45)c(C)c3C(C)=0
glibenclamide
Method: Fluorescence Microscopy Name: CIBC Derivative 5
References: | 644 Method: Fluorescence Microscopy
COc1c(NC(=0)COc2ccc(cc2)C2=[N+]3C(C=C References: | 227
Structure; | 2)7Ce2ecc( cdecesdn2(B- CCCIC(C)e2ec3[nH]c(cedne(C(CCC(O-
BEFec(Cecl (EONCCelece(ceHS(O- Structure: | 1)=0)C4C)e4C(=0)N(OC)C(=0)c5c(C)e(ceIn2
DEO)=NC=ONCICCCCC! )[nH]c45)c(C)e3C(C)OCC(0)CO
Name: T}?EI;Q Tet'radiethanolamine Zn(II) Name: CIBC Derivative 10
phthalocyanine . Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: | 227
References: | 87 CCCIC(C)e2ec3[nH]c(ccdne(C(CCC([O-
OCCN(CCO)S(=0)(=0)clcec2e3nc(ne4nS[Zn] Structure: | [)=0)C4C)c4C(=0)N(NC(=0)c5cence5)C(=0)
Structure: n6c(nc7nc(ncScScc(cecd5)S(=0)(=0)N(CCO)C ¢5¢(C)e(ceIn2)[nH]c45)c(C)e3C(C)=0
CO)cdccee(c74)S(=0)(=0)N(CCO)CCO)cdccc
(cc4c6n3)S(=0)(=0)N(CCO)CCO)c2cl Name: 2-BA-2-DMHB2-butylamino-2-demethoxy-
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hypocrellin B

c2cccec2)c2eccl[nH]2)C([O-])=0

Method: Fluorescence Microscopy
References: | 245 Name: Porphyrin Conjugate Derivative 6
CCCCNCc1c(0)c2C(=0)C=C(0C)c3c4C(0O0)= Method: Fluorescence Microscopy
Structure: CC(=0)c5¢(0)c(0C)c6C(C(C)=0)=C(C)Cclc( References: | 354
c23)c6c4s CN(CCCCC(=O)NICCCCIC(=0)NCc(CcCcCN)
=0)C(N)=0)C(=0)C(CCCNC(N)=[NH2+])NC
Name: Monensin (=0)C(CCCNC(N)=[NH2+])NC(=0)C(CCCN
Method: Pharmacological Effect C(N)=[NH2+])NC(=0)C(CCC(N)=0O)NC(=0)
References: | 249 C(CCCNC(N)=[NH2+])NC(=0)C(CCCNC(N)
CCCI(CCC(OT)CI(C)CCCA(CC(O)C(C)C(02) | | Structure: | =[NH2+])NC(=0)C(CCCC[NH3+])NC(=0)C(
Structure: C(C)C(0OC)C(C)C([O- CCCC[NH3+])NC(=0O)C(CCCNC(N)=[NH2+])
’ 1)=0)01)C10C(CC1C)C10C(0O)(CO)C(O)CC NC(=0)CNC(=0)COCCOCCOCCOCCOCCO
1C CCNC(=0)COCC(=0)Nclcce(ccl)-
clc2cec(n2)c(-c2eccec2)c2ece([nH]2)ce(-
Name: Okadaic Acid c2ccccc2)c2ecc(n2)c(-c2ccccc2)c2ecc1[nH]2
Method: Pharmacological Effect
References: | 249 Name: SNAFR-6
CCl1CCC2(Cccco2)ocicoeco)criocze Method: Fluorescence Microscopy
Structure: | CC3(CCC(O3NC=C\C(C)CICC(C)=CCAOC( References: | 388
’ CCC40)CC(O)(O)C([O- Structure: Oclcec2ec3c(0C4=CC(=0)C=CC4=C3c3ccccc
1)=0)03)0C2C(0)C1=C 3)ce2el
Name: Purpurinimide Carbohydrate Conjugate 13 Name: ADPMOI
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: | 263 References: | 407
CCCCCCNI1C(=0)c2c¢(C)c3cednc(ce5[nH]c(ce F[B-]1(F)n2c(cc(-
Structure: 6nc(C(CCC(=0)0C)C6C)c(C1=0)c2[nH]3)c(C Structure: c3cecce3)c2N=C2C(=CC(c3cccce3)=[N+]12)c
)c5C0O)c(C)c4CC lcceecl)-cleccecd
Name: Vitamin K Name: Hypericin Derivatives 2
Method: Cell Fractionation Method: Fluorescence Microscopy
References: | 337 References: | 418
CC(O)CCCC(o)ceceoeeecone=cci= . Cceleec2C(=0)c3c(0)ec([O-])cde3e(-c2cl)el-
Stewre: | & L0 oectecaciao SIS | coco(@ece2C(=0)c2¢(0)ee([O-)ede ]2
Name: Porphyrin Conjugate Derivative 4 Name: Hypericin Derivatives 3
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 354 References: 418
CC(C)C(NC(=0)C(CCCC[NH3+])NC(=0)C(C Structure: COclcc(OC)c2c3c1C(=0)clcec(C)ecl-c3cl-
CCNC(N)=[NH2+])NC(=0)C(CCCC[NH3+]) c3cc(C)eec3C(=0)c3¢(0C)cc(0C)c2¢13
NC(=0)C(CCCC[NH3+])NC(=0)C(CCCC[NH
3+]))NC(=0)C1CCCNIC(=0O)CNC(=0)COCC Name: Hypericin Derivatives 4
Structure: OCCOCCOCCOCCOCCNC(=0)COCC(=0)N Method: Fluorescence Microscopy
cleec(ecl)-clc2ecc(n2)e(- References: | 418
c2cccec2)c2ece([nH]2)c(- Cclcec2C(=0)c3c(0)c(Br)c([O-])cdc3ce(-
c2cceec2)c2ece(n2)e(- Structure: c2cl)cl-c2cc(C)ecc2C(=0)c2c¢(0)e(Br)e([O-
c2cccec2)c2eccl[nH]2)C(N)=0 Dcdcl2
Name: Porphyrin Conjugate Derivative 5 Name: Hypericin Derivatives 5
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: | 354 References: | 418
NC(=[NH2+])NCCCC(NC(=O)C(CCCNC(N)= CCCCNclec(0)c2c3c1C(=0)clece(C)ecl-
[NH2+])NC(=0)C(CCCNC(N)=[NH2+])NC(= Structure: | c3cl-
0)C(CCCNC(N)=[NH2+])NC(=0)C(CCCNC( c3cc(C)cec3C(=0)c3c(NCCCC)cc(0)c2cl3
N)=[NH2+])NC(=0)C(CCCNC(N)=[NH2+])N
Structure: C(=0)C(CCCNC(N)=[NH2+])NC(=0O)C(CCC Name: Zinpyr-1
NC(N)=[NH2+])NC(=0)CNC(=0)COCCOCC Method: Fluorescence Microscopy
OCCOCCOCCOCCNC(=0)COCC(=0)Nclcec References: | 458, 706
(ccl)-clc2eec(n2)c(-c2cceec2)c2ecc([nH]2)ce(- Structure: [O-

c2cccec2)c2eee(n2)c(-
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1C(=0)clcccecc1C1=C2C=C(CDHC(=0)C(CN(C
c3cceeen3)Cce3cceen3)=C20c2¢(CN(Cc3cceen3)
Cc3cceen3)c([O-]e(Clecl2

Structure:

Oclcec2c(0OC3=C(CN(Cc4cceend)Cedeccend)
C(=0)C=CC3=C2c2ccccc2C([O-
1)=0)c1CN(Cclcceenl)Celeccenl

Name: Zinpyr-2
Method: Fluorescence Microscopy
References: | 458, 706

Supplemental Table 6: The chemical compounds with reported subcellular localization site in the cytosol.
References information is available in Supplemental Table 10. Structure is presented as the Simplified Molecular Input
Line Entry Specification string of the major microspecies at pH 7.4, as calculated by ChemAxon.

Name: Gentamicin
Method: Cell Fractionation Name: PBD Derivative 17; 7-Diethylaminocoumarin
References: 2,23, 161 ) pyrrolobenzodiazepine derivative 17
C[NH2+]C(C)CICCC(INH3+DHC(O1)OCIC([N Method: Fluorescence Microscopy
Structure: H3+])CC([NH3+])C(OC20CC(C)(O)C(INH2+] References: 136
C)C20)C10 CCN(CO)cleec2C=C(C(=0)NCCCCCCCCOCc3
Structure: cc4N=CC5CCCN5C(=0)c4cc30C)C(=0)Oc2c
Name: L7525; LysoTracker® Blue DND-22 1
Method: Fluorescence Microscopy
References: 585 Name: PBD Derivativ'e 20; '7-Diet.hyle'1minocoumarin
Structure: CN(C)CC[NH2+]Cclc2ccecc2e(C[NH2+]CCN pyrrolobenzodla'zepme derivative 20
) (C)C)c2cceecl?2 Method: Fluorescence Microscopy
References: 136
Name-: B153; 4,4'-dianilino-1,1'-binaphthyl-5,5'- CCN(CCO)cleec2C=C(C(=0)NCCCNC(=0)CO
’ disulfonic acid, dipotassium salt; Bis-ANS Structure: ¢3cc4N=CC5CCCN5C(=0)c4cc30C)C(=0)0c
Method: Uptake/Binding 2cl
References: 609
Structure: [O-1S(=0)(=0)clccec2e(cec(Ne3cccee3)c12)- Name: 6-Aminoquinolipe Derivative 1
) clecc(Ne2eeeee2)c2c(cecc12)S([0-])(=0)=0 Method: Fluorescence Microscopy
References: 137
Name: PBD Derivative 5; 7-Diethylaminocoumarin Structure: Cclc(N2CCCCC2)c(N)cc2C(=0)C(=CN(C3CC
) pyrrolobenzodiazepine derivative 5 ’ 3)c12)C([O-])=0
Method: Fluorescence Microscopy
References: 136 Name: Triflupromazine
Structure: CCOC(=0)C1=Cc2ccc(cc20C1=0)N(CC)CC Method: Fluorescence Microscopy
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References: 172 Name: 236-HCB; 2,2',3,3',6,6'-Hexachlorobiphenyl
) C[NH+](C)CCCNI1c2cceec2Sc2ccce(cc12)C(F)( Method: Cell Fractionation
Structure:
F)F References: 312
Structure: Clclcee(Che(c1Ch-cle(Clcee(Cl)el1Cl
Name: PCI-2000
Method: Fluorescence Microscopy Name: 245-HCB; 2,2',4,4',5,5'-hexachlorobiphenyl
References: 219 Method: Cell Fractionation
CCC1=C(CC)C2=CC3=NC(=Cc4[nH]c(c(CC)c References: 312
Structure:  ¥€O)- Structure:  Cclee(Cle(Cleel-clee(Cle(CleclCl
c4[nH]c(C=C5N=C(C=CIN2)C(CCCO)=C5C)c
(CC)eACO)C(O)=C3CCCO Name: 2-Chloroaniline
Method: Cell Fractionation
References: 315
Structure: NclcceeclCl
Name: (Dmt!,dnsDap*)-DALDA; Dmt-D-Arg-Phe-
Name: 4-Chloroaniline
dnsDap-NH?2 Method: Cell Fractionation
- References: 315
Method: Fluorescence Microscopy Structure: Neloee(Cheel
References: 156 -
CN(C)clceec2e(ceccl12)S(=0)(=0)C(N)C(NC( - -
Siveture. | =0)C(CelececeNC(=0)C(CCCNC(N)=[NH2 11:1/13;:11; — lgécl)lxlilrlaectionation
’ +])NC(=0)C(INH3+])Cclc(C)cc(O)cc1C)C(N) :
-0 References: 317
Structure: C1COCCO1
Name: Aclacinomycin A
Method: Fluorescence Microscopy Name: ZnPcS3C2 .
References: 282 Method: Fluorescence Microscopy
CCC1(0)CC(OC2CC(C(OC3CC(0)C(OCACC References: 328
Structure: C(=0)C(C)04)C(C)03)C(C)O2)[NH+](C)C)c2 [O'_ B
. C(O)C3C(=O)C4C(O)CCCC4C(=O)C3CCZC1C(=O) Structure: ]S(—O)(—O)C1CCC203HC(HC4H5 [ZH]H6C(HC7HC(HC
oC 5c5cc(cecd5)S([0-])(=0)=0)cdccc(cc74)S([O-
D(=0)=0)cdccc(ccdcbon3)CH#C)c2cl
Name: Rose Bengal Acetate
Method: Fluorescence Microscopy Name: ZnPc53C12 -
References: 298 Method: Fluorescence Microscopy
[O-Tclc(Dec2e(Oc3e(D)e([O- References: 328
Structure:  ])e(Dec3C220C(=0)c3c(Cl)e(Cl)e(Clyc(Cl)c23) CCCCCCCCCCCHCelecc2e3nedne(neSn6[Zn]
cll Structure: n3c(nc3nc(ncbebHeee(ce56)S([O-
D(=0)=0)c5cc(cce35)S([O-
P-H; tri-cationic 5-(4-carboxyphenyl)-10,15,20- N(=0)=0)c2cl)clecc(ce4D)S[O-1)(=0)=0
Name: ?(r)l(sh(gemethylpyndlmum 4-yl)porphyrin tri Name, ZoPeS3C1E
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 301 References: 328
C [I'H-] 1CCC(CC 1 )-C 1 CZCCC(HZ)C(C([O- CCCCCcceececececececce#cicel CCC203HC4HC(1’ICS
Structure. D=0)c2cce([nH]2)c(- Structure: n6[_Zn] 113c(nc3nc(nc6c6ccc(cc5 6)S([O-
c2ce[n+](C)cc2)c2eec([nH]2)e(- D(=0)=0)c5Sce(ece35)S([0-
c2cc[n+](C)ee2)c2cec n2 N(=0)=0)c2cl)clccc(ccd1)S([O-)(=0)=0
Name: Photolabeled BBR 3422 Name: Dansyl- TPA
Method: Cell Fractionation Method: Fluorescence Microscopy
References: 312 References: 330
Structure.  CINH2+]CCNeleee2n(CCNC(=0)c3ece(ce30) N ~ CCICOC(=0)CCCCCCCCCEONS(=0)(=0)c
: N=[N+]=[N-])nc3-c4encec4C(=0)c1c23 ructure: 2ccec3ce(ceec23)N(C)C)C2(0C(C)=0)C(C3C=
C(CO)CC4(0)C(C=C(C)C4=0)C130)C2(C)C
Name: 4-DCB; 4,4'-dichlorobiphenyl _ S—
Method: Cell Fractionation Name: Ergocalc1ferol 3 Vitamin D2
References: 312 Method: Cell Fractionation
Structure: Clclcec(ecl)-cleee(Clecl References: 343
Structure: CC(O)C(O)\C=C\C(O)C1Ccc1(C)cceez=
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C/C=C1\CC(0)CCC1=C

Name: Porphyrazine A3B Derivative 6
Name: Cholecalciferol; Vitamin D3 Method: Fluorescence Microscopy
Method: Cell Fractionation References: 410
References: 343 COCCOCCOCCOCCSclc(SCCOCCOccoce
Structure: CC(O)CCcer(oiceezcioeeee2=c/c= 0OC)c2nclIncl[nH]c(nc3nc(nc4[nH]c(n2)c2c(OC
) CI\CC(O)CCC1=C Structure: (C)C)cec(OC(C)C)ed2)c(SCCOCCcoccocco
C)c3SCCOCCOCCOCCOC)c(SCcoccocco
Name: Oxyethylene-rich Zn(II)-Phthalocyanine CCOC)cISCCOCCOCCOCCOC
) Derivative 4
Method: Fluorescence Microscopy Name: Porphyrazine A3B Derivative 9
References: 382 Method: Fluorescence Microscopy
COCCOCCOCCOc1ec(COc2cecc3cdnc5nc(ned References: 410
Structure: n7[Zn]ndc(ncdnc(nc7c7cccec67)cbeccecd6)c23) COCCOCCOCCOCCSclc(Sccoccecoccocce
’ c2cceec52)cc(OCCOCCOCCOC)c10CCOCCO OC)c2nclnclc(SCCOCCOCCOCCOC)ce(SCC
CCOC Structure: OCCOCCOCCOC)c3nc4nc(nedSn([Zn]n13)c(n2
)c1c(OC(C)C)ecc(OC(C)C)e51)c(SCCOCCOC
Name: Oxyethylene-rich Zn(II)-Phthalocyanine COCCOC)c4SCCOCCOCCOCCOC
) Derivative 5
Method: Fluorescence Microscopy Name: Porphyrazine A2B2 Derivative 7
References: 382 Method: Fluorescence Microscopy
COCCOCCOCCOc1cc(COc2ccc3cdncSnc(ncodHn References: 410
Structure: T[Zn]n4c(ncdnc(nc7c7cccec67)cobeceecd6)c3c2) COCCOCCOCCOCCSclc(Sccoccoccocce
’ c2cccec52)cc(OCCOCCOCCOC)c10CcCOCCco 0OC)c2nclncl[nH]c(nc3nc(nc4[nH]c(n2)c2c(OC
CCoC Structure: (C)C)cec(OC(C)O)cd2)c(SCCcoccoccocco
C)c3SCCOCCOCCOCCOC)c2c(0OC(C)C)eec(
_ Oxyethylene-rich Zn(II)-Phthalocyanine OC(C)C)cl2
Name: e
Derivative 8
Method: Fluorescence Microscopy Name: Porphyrazine A2B2 Derivative 10
References: 382 Method: Fluorescence Microscopy
COCCOCCOCCOc1cc(COc2ccc(0OCce3cc(0OCC References: 410
OCCOCCOC)c(OCCOCCOCCO)c(OCcCcocc COCCOCCOCCOCCSclc(SCccoccoccocce
Structure: OCCOC)c3)c3cdncSnc(ncbn7[Zn]ndc(ncdnc(nc 0OC)c2ncIncIn3[Zn]ndc(n2)c2c(OC(C)C)cec(O
7cTccccc67)cocccecd6)c23)c2eccee52)cc(OCC Structure: C(C)O)c2c4nc2ne(ne3c3c(OC(C)C)ecc(0OC(C)
OCCOCCOC)c10CCOCCOCCOoC C)c13)c(SCCOCCOCCOCCOC)c2SCCOCCO
CCOCCOC
Name: DCHQ Derivative 1
Method: Fluorescence Microscopy Name: Pentaphyrin Derivative 1; isopentaphyrin
References: 452 Method: Fluorescence Microscopy
Structure: Oc1c(CN2CCOCCOCCN(CCOCCOCC2)Cc2c References: 399
’ cc3ceenc3c20)cec2ecencl?2 CCC1=C(C)\C2=C\C3=N\C(\C=C3)=C(c3ccccc
Structure: 3)\c3cec(\C=C4[NH2+]C(=C/c5[nH]c(/C=C/1[
Name: Porphyrazine A4 Derivative 5 NH2+]2)c(CC)c5CC)\C(CC)=C/4C)[nH]3
Method: Fluorescence Microscopy
References: 410 Name: Pentaphyrin Derivative 2; pentaphyrin
COCCOCCOCCOCCSclc(SCCcoccoccocce Method: Fluorescence Microscopy
OC)c2nc1ncl[nH]c(nc3nc(ned[nH]c(n2)c(SCC References: 399
Structure: OCCOCCOCCOC)c4SCCOCCOCCOCCOC)e( CCC1=C(C)C2=N\C\1=C\c1[nH]c(\C=C3/N=C
’ SCCOCCOCCOCCOC)c35CcCcoccoccocce Structure: (C=C4C=CC(=N4)C(c4cccccd)=CANC(C=C4)=
0OC)c(SCCOCCOCCOCCO)c1Sccoccocce C2)C(C)=C/3CC)c(CC)cICC
OCCOC
Name: TPP(p-Deg-OH)3
Name: Porphyrazine A4 Derivative 8 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 409
References: 410 OCCOCCOcIccce(ecl)-clc2ecc(n2)c(-
COCCOCCOCCOCCSclc(SCCOCCOccoce Structure: c2ccc(OCCOCCO)cce2)c2ece([nH]2)c(-
0C)c2ncIncle(SCCOCCOCCOCCOC)c(SCC ’ ¢c2ccc(OCCOCCO)cc2)c2ece(n2)c(-
Structure: OCCOCCOCCOC)c3nc4nc(nc5c(SCCOCCOC c2cccec2)c2eccl[nH]2
’ COCCOC)c(SCCOCCOCCOCCOC)e(n2)nS5[Z
n]n13)c(SCCOCCOCCOCCOC)c4SCCOCCO Name: TPP(p-Deg-O-3-GalOH)3

CCOCCOC
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Method: Fluorescence Microscopy 17
References: 409 Method: Fluorescence Microscopy
OC[C@@H]10[C@ @H](OCCOCCOc2ccc(cc References: 536
2)-c2c3cce(n3)c(-c3ccccc3)c3ccc([nH]3)c(- CC1(C)0OC20C(COc3ccccdcSnc(N=c6n7[Zn]n
¢c3ccc(OCCOCCO[C@ @HJ40[C@ @H](CO)[ Structure: 8c(=Nc9Inc(N=c7c7cceec67)cbeeeec96)checeee
. C@@H](0)[C@H](O)[C@@H]40)cc3)c3cec( 6c8=N5)c34)C30C(C)(C)0C3C201
Structure: n3)c(-
c3cec(OCCOCCO[C@ @H40[C@ @H](CO)[ _ Glycosylated Zn(II) Phthalocyanine Derivative
C@@H](0)[C@H](0)[C @ @H]40)cc3)c3ccc2 Name: 19
[nH]3)[C@ @H](O)[C@ @H](O)[C@ @H]10 Method: Fluorescence Microscopy
References: 536
Name: m-lc CC1(C)OC20C(COc3cccdcSnc(N=c6n7[Zn]n8
Method: Fluorescence Microscopy Structure: c(=Nc9nc(N=c7c7cccce67)cbeecec96)cbeeceehd
References: 422 ¢8=N5)c4c3)C30C(C)(C)OC3C201
O[C@@H]1CO[C@ @H](Oc2ccce(c2)-
c2c3CCc([nH]3)c(- Name: Mono-Substituted Amphiphilic Zn(II)
c3ccee(O[C@ @HJ40C[C@ @H](O)[C@H](O) ame: Phthalocyanine Derivative 3
Structure:  LC@HI40)c3)e3ece(n3)e(- Method: Fluorescence Microscopy
c3ccec(O[C@ @HJ40C[C@ @H](O)[C@H](O) References: 442
[C@H]40)c3)c3cee([nH]3)e(- CN(C)CC(C[NH+](C)C)Oclecc2c3nc4ne(nc5n
c3ceec(O[C@ @HJ4OC[C@ @H](O)[C@H](0) Structure:  6[Zn]n3c(nc3nc(ncbecbeccec56)cS5ccece35)c2el)
[C@H]40)c3)c3ccc2n3)[C@H](0O)[C@H]10 clececcdl
Name: lejimalide Derivative 7b _ Mono-Substituted Amphiphilic Zn(II)
Method: Fluorescence Microscopy Name: Phthalocyanine Derivative 4
References: 423 Method: Fluorescence Microscopy
CCN(CC)cleecc2C=C(NC(=0)OCC(NC=0)C(= References: 442
Structure: | QNCIC(C)=C\C=C(/C)CIOC(=0)\C(C)=C\C( CN(C)CC(C[NH+](C)C)Oclccec2e3ncdne(nes
ONC=CAC(C)=C\C(C\C=C\C(C)=C/CCC(OCN Structure: n6[Zn]n3c(nc3nc(ncbebeecceS6)cScecce35)cl2)
C=C\C=C\C3C)0C)C(=0)Oc2cl cleceecdl
Name: Ruthenium-Porphyrin Derivative 2 . Mono-Substituted Amphiphilic Zn(II)
Method: Fluorescence Microscopy Name: Phthalocyanine Derivative 5
References: 425 Method: Fluorescence Microscopy
CI[Ru](C)(N1CC=C(C=C1)clc2ccc(n2)c(C2= References: 442
CCN(C=C2)[Ru](CD)(Cl)e2cce(cc2)- C[N+](C)(C)CC(C[N+](C)(C)C)Oclcce2c3ncd
c2cccce2)c2ece([nH]2)e(C2=CCN(C=C2)[Ru]( Structure:  nc(ne5n6[Zn]n3c(nc3nc(ncbebecece56)cSccece
Structure: CI)(CDc2cec(cc2)- 35)c2cl)cleccecd 1
c2ccecec2)c2ecc(n2)c(C2=CCN(C=C2)[Ru](CI)(
Clye2cec(cc2)- Mono-Substituted Amphiphilic Zn(II)
c2ccccec2)c2eccl[nH]2)clece(cel)-cleceecd Name: Phthalocyanine Derivative 6
Method: Fluorescence Microscopy
Name: SIMO1 . References: 442
Method: Fluorescence MlCI‘OSCOpy C[N+](C)(C)CC(C[N+] (C)(C)C)OCICCCCZC?)DC
References: 426 Structure:  4nc(nc5n6[Zn]n3c(nc3nc(ncbebecece56)cSeccee
Structure: Oclce(O)ec(cl)-c1c2CCe(ce3cec([nH]3)c(- c35)cl2)clececcdl
’ c3cc(0)cec(0)c3)c3cecc(ccdeccl[nH]4)n3)n2
i — Name: NiNc
Name-: Glycosylated Zn(II) Phthalocyanine Derivative Method: Distr.others
9 . References: 470
Method: ___ Fluorescence Microscopy CCCCOclc2cceec2c(OCCCC)e2e3ncd n+5¢(n
References: 536 c6n7c(nc8[n+]9c(nc(n3[Ni--
CCI(C)OC20C(COc3cccceSnc(N=c6n7[Zn|n Structure:  1579)c12)c1c(OCCCC)c2ccccc2c(OCCCC)c81)
8¢(=NcInc(N=c7c7¢(0OCC%100C%110C(C)( ¢1¢(OCCCC)c2cccec2c(OCCCC)c61)c1c(OCC
C)OC%11C%110C(CY)(C)OC%10%11)ccecoT) CC)c2ccccc2c(OCCCC)cd 1
Structure: c6ccec(OCCT70C%100C(C)(C)OC%10C%100
C(C)(C)OCT%10)c96)c6ecccc(OCCTOCI0C(C) Name: DB607
(©YOCICIOC(CHC)OCT9)c6e8=N5)c34)C30 Method: Fluorescence Microscopy
COO)OC3C201 References: 472
- — Structure: COclcce(cecl)-cleec(ol)-
Name: Glycosylated Zn(II) Phthalocyanine Derivative




cleee(ecl)C(N)=[NH2+] References: 495
Nc1nc(OCc2ccc(CNC(=0)c3ccc(c(c3)C([O-

) 4-Hydroxymethyl-3- aminoacridine Derivative Structure: 1)=0)C3=C4C=C(F)C(=0)C=C40c4cc(O)c(F)c

Name:
1 c34)cc2)c2ne[nH]c2nl
Method: Fluorescence Microscopy
References: 478 Name: Eu2(LC3)3
Structure: Nclcec2ec3eccce3nc2c1CO Method: Fluorescence Microscopy
References: 499
Name: 4-Hydroxymethyl-3- aminoacridine Derivative COCCOCCOCCnlc-

) 2 2nc3cc(Ccdecc5n(CCOCCOCCOC)c(nc5c4)-
Method: Fluorescence Microscopy cdcccc(nd)C(=0)O[Eu]456(0OC(=0)c7cccc-
References: 478 2n7)0OC(=0)c2cccc(n2)-

Structure: ~ CNclcec2ec3cccce3ne2¢1CO Structure:  €20€7ee(Ce8eecIn(CCOCCOCCOC)c(ncIc8)-
c8cccc(n8)C(=0)04)ccc7n2CCOCCOCCOC)cc

. 4-Hydroxymethyl-3- aminoacridine Derivative ¢13.COCCOCCOCCnIc(nc2ee(Ce3ecedn(CCO
Name: 3 CCOCCOC)c(ncdc3)-

Method: Fluorescence Microscopy c3ceee(n3)C(=0)05)cccl2)-
References: 478 clecee(n)C(=0)06
Structure: CN(C)clccc2ec3ceccec3nc2c1CO . . —
Name: Pi-Extended Squaraines Derivative 2a
Method: Fluorescence Microscopy
References: 507
Name: 05-Benzylguanine-Oregon Green COCCOCCOCn1ec(\C=C\c2cenee2)ecc1 C1=C([
O-
Structure: 10\ 6(0120)=C1/C=CCOC=C\c2cence2)=[N+]/1
Method: Fluorescence Microscopy COCCOCCOC

Supplemental Table 7: The chemical compounds with multiple reported subcellular localization sites. Localization
1: endo-lysosomes; 2: mitochondria; 3: nucleus; 4: plasma membrane; 5: endoplasmic reticulum and Golgi apparatus; and
6: cytosol. References information is available in Supplemental Table 10. Structure is presented as the Simplified

Molecular Input Line Entry Specification string of the major microspecies at pH 7.4, as calculated by ChemAxon.

Name: A1301; Acridine orange Localization: 1, 3,4
Localization: 1,3 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 122
References: Invi. Structure: CCN(CC)clcec2N=C3C(0c2c1)=CC(=0)clc
Structure: CN(C)clcec2ec3ceec(cc3[nH+]c2c1)N(C)C ) ccec3l
Name: Fluoxetine Name: Quinine
Localization: 1,2 Localization: 1,2
Method: Pharmacological Effect Method: Fluorescence Microscopy/Cell Fractionation
References: 2,4,6 References: 5,127,264
Structure: C[NH2+]CCC(Oclccc(cc1)C(F)(F)F)clecece Structure: COclccc2neec(C(O)C3CC4CCINH+]3CC4C
1 =C)c2cl
Name: D23107; dihydroethidium (hydroethidine) Name: Trifluoperazine (TFP)
Localization: 2,3 Localization: 1,2
Method: Fluorescence Microscopy Method: Pharmacological Effect
References: 667 References: 4
Structure: CCN1C(c2ccccc2)c2ec(N)cee2-c2ccc(N)eel2 S . CNIC=CN(CCCN2c3ccccc3Sc3cecec(cc23)C(F
tructure:
YFF)C=C1
Name: N1142; Nile red




T204; 1-(4-trimethylammoniumphenyl)-6-

Name: phenyl- 1,3,5-hexatriene p-toluenesulfonate;
TMA-DPH
Localization: 1,4
Method: Fluorescence Microscopy
References: 108
Structure: C[N+](C)(C)clcee(cc 1 \C=C\C=C\C=C\clccc
ccl
Name: H7593; Hexidium iodide
Localization: 3,6
Method: NA
References: Invi.
Structure: CCCCCCln+]1e(-
c2ccecc2)c2ec(N)eec2c2cce(N)eel2
Name: D273; 3,3'-dihexyloxacarbocyanine
) 10dideDiOC6(3)
Localization: 2,5
Method: NA
References: Invi.
Structure: CCCCCCNINC(0Oc2cceec12)=C\C=C\cloc2cc
’ ccc2[n+]1CCCCCC
Name: R648MP; rhodamine B, hexyl ester,
’ perchlorate (R6)
Localization: 2,6
Method: Fluorescence Microscopy
References: 677
Structure: CCCCCCOC(=0O)clccecclCli=C2C=CC(C=C
20c2cc(cccl12)N(CO)CO)=[N+](CO)CC
D13951; N-(4,4-difluoro-5,7-dimethyl-4-
Name: bora-3a,4a-digza—s-indacene-3 - .
pentanoyl)sphingosyl 1-beta-D-lactoside;
BODIPY® FL C5-lactosylceramide
Localization: 4,5
Method: NA
References: Invi.
CCCCCCcceeeecee=c/coycccocioc
Structure: CO)C(OC20C(CO)C(0)C(O)C20)C(O)C10)
’ NC(=0)CCCCclccc2C=C3C(C)=CC(C)=[N+
13[B-1(B)(F)n12
Name: Proflavine
Localization: 1,3
Method: Fluorescence Microscopy
References: 127
Structure: Nclcec2ec3cee(N)ce3[nH+]c2cl
Name: Euchrysine
Localization: 1,3
Method: Fluorescence Microscopy
References: 127
Structure: Cclcc2ce(C)c3ec(C)e(N)ee3[nH+]c2ccIN
Name: Acridine orange R
Localization: 1,3
Method: Fluorescence Microscopy
References: 127

Structure: CN(C)clcec2ec3ccce(N(C)C)e3nc2cel
Name: BBDX
Localization: 2,4
Method: Fluorescence Microscopy
References: 55
) CN(C)clcee2e(Oc3cec(cec3C2(0)c2ec(C)e(N(
Structure: ) (C)e2)N(C)O)el
Name: Promethazine
Localization: 2,5,6
Method: histo
References: 66
Structure: CC(CNIl1c2cceec2Sc2cecccc12)[NH+](C)C
HDAO; 3,6-Bis(dimethylamino)-10-
Name: hexadecylacridinium bromide; acridine orange
10-hexadecyl bromide
Localization: 2,6
Method: Fluorescence Microscopy
References: 72
Structure: CCCCcCcceceeecececeeccCn+]1e2ece(eeec2ec2e
’ cc(cc12)N(C)C)N(C)C
Name-: TPPS4; 5,10,15,20-tetra(4-
) sulfonatophenyl)porphine
Localization: 1,3
Method: Fluorescence Microscopy
References: 84
[O-1S(=0)(=0O)clccc(ecl)-clc2ece(n2)e(-
. c2cce(ce2)S([O-)(=0)=0)c2cce([nH]2)c(-
Structure: 5 cee(ce2)S([0-])(=0)=0)c2cec([nH]2)c(-
c2cce(ce2)S([0-)(=0)=0)c2cccIn2
Name: Merocyanine 540
Localization: 1,2,4
Method: Fluorescence Microscopy
References: 93
Structure: CCCCNIC(=O)N(CCCO)C(=0)C(=C\C=C\C
) =C2/0Oc3ccccc3N2CCCS([0-])(=0)=0)C1=0
Name: SnET2
Localization: 1,2
Method: Fluorescence Microscopy
References: 99
CCOC(=0)C1=Cc2c3ndc(ccSnc(ccoHe(CC)c(C
Structure: )e(ccTnc2e(C)c7CCN6[Sn]4(CHCl)e(C)e5CC)
C(C)C13CC
Name: Curcurmin
Localization: 3,4
Method: Fluorescence Microscopy
References: 133
) COclcc(cec1ONC=C\C(=0)CC(=0)\C=C\clc
Structure: cc(0)e(0C)cl
Name: Edelfosine
Localization: 4,5
Method: Fluorescence Microscopy
References: 170




Structure: CCCCcceeeccececcecccocce(cor(o- Name: HBBA-R2; Butylaminated HB
i DEO)OCCIN+](C)(O)C)OC Localization: 4,5
Method: Fluorescence Microscopy
Name: Toluidine Blue References: 186
Localization: 4,5 CCCCNclcec(0C)c2c3c1C(=0)C(00)=C1CC
Method: Fluorescence Microscopy Structure: (O)=C(C(C)=0)C4=C(0C)C(=0)c5¢c(NCCCC
References: 171 )cc(OC)c2c5¢4c31
Structure: Cc1cc2N=C3C=CC(C=C3Sc2ccIN)=[N+](C)
) C Name: BPD-MA
Localization: 2,3
Name: Levorphanol Method: Fluorescence Microscopy
Localization: 2,3 References: 210
Method: Cell Fractionation CCOC(=0)C1C(=CC=C2c3cc4[nH]c(cconc(c
References: 174 Structure: c6[nH]c(cc(n3)C12C)c(C=C)c6C)c(C)c5CCC
Structure: C[NH+]1CCC23CCCCC2C1Cclecc(0)ce3l ([O-])=0)c(CCC([0-])=0)c4C)C(=0)OCC
Name: BODIPY -labeled Polyamide 1 Name: Guanidine Porphyrin
Localization: 1,5 Localization: 1,2,5
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 176 References: 211
C[NH+](CCCNC(=0)CCCCCNC(=0)CCCl1= NC(N)=Nclcce(ecel)-clc2ecc(n2)e(-
[N+]2C(C=C1)=Cc1c(C)cc(C)nl1[B- Structure: c2cccecc2)c2eee([nH]2)c(-
12(F)F)CCCNC(=0)CCNC(=0)c1cc(NC(=0) c2cceec?2)c2cecc(n2)c(-c2cceec2)c2eccl[nH]2
Structure: c2cc(NC(=0)c3cc(NC(=0)cdcc(NC(=0)CCC
NC(=0)c5¢cc(NC(=0)cb6ec(NC(=0)cTec(NC(= Name: Biguanidine Porphyrin
0)c8ncen8C)en7C)en6C)en5C)endC)en3C)en Localization: 1,2
2C)enlC Method: Fluorescence Microscopy
References: 211
Name: M-129 N[C+](N)\N=C(/N)Nclcce(cel)-
Localization: 3,6 Structure: clc2cce(n2)c(-c2ccccc2)c2ecc([nH]2)c(-
Method: Fluorescence Microscopy c2cceec2)c2ecc(n2)c(-c2cceec2)c2eccl[nH]2
References: 173
Structure: CC(CN1c2cccec2C(=0)c2cceeccl12)[NH+](C) Name.: . Pc4
C Localization: 2,5
Method: Fluorescence Microscopy
Name: Motexafin Gadolinium References: 214
Localization: 1,2,5 NC1=NC(=O)N(C=C1)C10C(COP([O-
Method: Fluorescence Microscopy D(E0)OC2C(0)C(COP([O-
References: 184 D(E0)OC3C(O)C(COP([O-
CCO.CCC1=C(CC)/C2=C/C3=N/C(=C\N=C4 Structure: D(E0)OCAC(O)C(COP([O-])([O-
Structure: \C=C(OCCOCCOCCOC)c(occoccocco 1=0)OC4N4C=CC(N)=NC4=0)OC3N3C=C
’ C)=C\CU=N\C=C4/N=C(/C=C\IN2[Gd]([O- C(N)=NC3=0)OC2N2C=CC(N)=NC2=0)C(
DOC(C)=0)C(CCCO)=C/4C)/C(C)=C3CCCO 0)C10
Name: HB; Hypocrellin B Name: Zn-BC-AM
Localization: 1,4 Localization: 2,5
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 186 References: 216
COC1=CC(=0)c2c(0)c(0C)c3CC(C)=C(C(C CCclc(CC)c2cc3c(CC)c(CC)cdn3[Zn]n3c(ccS
Structure: )=0)c4c(0C)c(0)c5C(=0)C=C(0C)cbc1c2c3 Structure: ncbe(ce(cc46)[C+](N)N)CS(CC)CC)c(CCO)e(C
c4c56 C)c3ccln2
Name: HBEA-R1; Ethanolaminated HB Name: PPME
Localization: 1,4 Localization: 1, 5,6
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 186 References: 222
COC1=CC(=0)c2c(NCCO)c(0C)c3CC(C)=C CCclc(C)c2cc3[nH]c(ccdnc(C(CCC(=0)0C)
Structure: (C(C)=0)c4c(OC)c(NCCO)c5C(=0)C=C(0C) Structure: C4C)c4CC(=0)C5C(C)c(ccln2)[nH]c45)c(C)

c6clc2c3cdcs56

c3C=C




Name: CIBC Derivative 3 Localization: 2,5
Localization: 4,5 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 86
References: 227 CCclc(C)c2cec3[nH]c(ccdnc(C(CCC([O-
CCCI1C(C)c2cc3[nH]c(ccdnc(C(CCC([O- Structure: 1=0)C4C)c4C(=0O)N(CCO)C(=0)c5¢(C)c(cc
Structure: 1=0)C4C)c4C(=0O)N(OC)C(=0)c5¢(C)c(ccln 1n2)[nH]c45)c(C)c3C=C
2)[nH]c45)c(C)c3C(C)OCCOCCO
Name: CICD Derivative 3; 13,15-N-cycloimide
Name: CIBC Derivative 4 ' Derivatives of Chlorin p8
Localization: 4,5 Localization: 2,5
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 227 References: 86
CCCI1C(C)c2cc3[nH]c(ccdnc(C(CCC([O- CCclc(C)c2cc3[nH]c(ccdnc(C(CCC([O-
Structure: 1)=0)C4C)c4C(=0)N(OC)C(=0)c5¢(C)c(ccln Structure: 1)=0)C4C)c4C(=0)N(OC(C)=0)C(=0)c5c(C)
2)[nH]c45)c(C)c3C(C)OCCOCCOCCO c(cc1n2)[nH]c45)c(C)c3C=C
Name: CIBC Derivative 6 Name: CICD Derivative 4; 13,15-N-cycloimide
Localization: 4,5 ' Derivatives of Chlorin p9
Method: Fluorescence Microscopy Localization: 2, 5
References: 227 Method: Fluorescence Microscopy
CCC1C(C)c2cc3[nH]c(ccdnc(C(CCC([O- References: 86
Structure: 1)=0)C4C)c4C(=0)N(OC)C(=0)c5¢(C)c(ccln CCclc(C)c2cc3[nH]c(ccdnc(C(CCC(=0)OC)
2)[nH]c45)c(C)c3C(C)OCCOC Structure: C4C)c4C(=0)N([O-
DC(=0)c5¢(C)c(cc1n2)[nH]c45)c(C)e3C=C
Name: CIBC Derivative 8
Localization: 4,5 Name: Pyropheophorbide-a Derivative 8
Method: Fluorescence Microscopy Localization: 1,2
References: 227 Method: Fluorescence Microscopy
CCC1C(C)c2cc3[nH]c(ccdnc(C(CCC([O- References: 92
Structure: 1)=0)C4C)c4C(=0O)N(N(C)C)C(=0)c5¢(C)c(c CCCCCCCCOC(C)cle(C)c2ec3nc(C(CCC(O
c1n2)[nH]c45)c(C)c3C(C)=0 Structure: -
’ D=0)C3C)c3CC(=0)c4c(C)c(ccSne(ccl[nH]2
Name: CIBC Derivative 9 )c(C)c5CC)[nH]c34
Localization: 4,5
Method: Fluorescence Microscopy Name: Pyropheophorbide-a Derivative 10
References: 227 Localization: 1,2
CCC1C(C)c2cc3[nH]c(ccdne(C(CCC([O- Method: Fluorescence Microscopy
Structure: 1=0)C4C)c4C(=0)N(N)C(=0)c5¢(C)c(cc1n2 References: 92
)[nH]c45)c(C)c3C(C)=0 CCCCCCCCCCOC(C)cle(C)c2ec3nc(C(CCC
) ([O-
Name: CIBC Derivative 11 Structure: D=0)C3C)c3CC(=0)c4c(C)c(ccSne(ccl[nH]2
Localization: 4,5 )c(C)c5CC)[nH]c34
Method: Fluorescence Microscopy
References: 227 Name: Pyropheophorbide-a Derivative 12
CCC1C(C)c2ce3[nH]c(ccdnc(C(CCC([O- Localization: 1,2
Structure: 1)=0)C4C)c4C(=0)N(NC(=0)c5cc[n+](C)ce5 Method: Fluorescence Microscopy
’ )C(=0)c5¢(C)c(cc1n2)[nH]c45)c(C)c3C(C)= References: 92
O CCCCCCCCCCCCOC(C)cle(C)e2ee3nce(C(C
S . CC([O-
- . — tructure:
Name: CICD Derivative 1; 13,15-N-cycloimide 1=0)C3C)c3CC(=0)cdc(C)e(cesne(cel [nH]2
) Derivatives of Chlorin p6 )c(C)e5CC)[nH]c34
Localization: 2,5
Method: Fluorescence Microscopy Name: MPPa; Pyropheophorbide-a methyl ester
References: 86 Localization: 1,2,3,5
CCclc(C)c2ec3[nH]c(ccdnc(C(CCC([O- Method: Fluorescence Microscopy
Structure: 1)=0)C4C)c4C(=0)N(CCCO)C(=0)c5¢(C)e(c References: 94
c1n2)[nH]c45)c(C)c3C=C CCclc(C)c2cc3[nH]c(ccdnc(C(CCC(=0)0C)
Structure: C4C)c4CC(=0)c5¢(C)c(ccln2)[nH]c45)c(C)c
Name: CICD Derivative 2; 13,15-N-cycloimide 3C=C

Derivatives of Chlorin p7




CAME (Chlorin e6 triacetoxymethyl ester)

O)cInc(nc(N)c1C)C(CC(N)=0)NCC([NH3+])

Name: (Lysosomes) C(N)=0)C(OC10C(CO)C(0)C(0)C10C10C
Localization: 1,2 (CO)C(O)C(OC(N)=0)C10)clIc[nH]en1)C(=
Method: Fluorescence Microscopy O)NC(OCI10OC(C)C(INH3+])C(O)C10)C(O)c
References: 98 Inc(cs1)-c1nc(cs1)C(=O)NCCCCNC(=S)[N-
CCclc(C)c2cce3[nH]c(cc4nc(C(CCC(=0)0CO IE
Structure: C(C)=0)C4C)c(CC(=0)OCOC(C)=0)cdnc(cc
’ 1[nH]2)c(C)c4C(=0)OCOC(C)=0)c(C)c3C= Name: TMR-Se
C Localization: 3,6
Method: Fluorescence Microscopy
Name: Deuteroporphyrin References: 295
Localization: 4,6 Structure: CN(C)clcee2e([Se]C3=CC(C=CC3=C2c2ccc
Method: Fluorescence Microscopy ) cc2)=[N+](C)C)cl
References: 125
Structure: Cclec2cec3ne(cc4[nH]e(ce5[nH]c(cc5C)cc1n2 Name: 8-oxoguanine
) )c(C)c4CCC([O-])=0)c(CCC([O-])=0)c3C Localization: 2,3
Method: Fluorescence Microscopy
Name: Thiamine References: 296
Localization: 1,3 Structure: NCI1=NC(=0)C2=NC(=0O)N=C2N1
Method: Fluorescence Microscopy
References: 238 Name: TMPyP; meso-tetra(4-N-
Structure: Cclncc(C[n+]2¢sc(CCO)c2C)c(N)nl ) methylpyridyl)porphyrin
Localization: 1,3
Name: F-DDP Method: Fluorescence Microscopy
Localization: 1,5 References: 299
Method: Fluorescence Microscopy C[n+]1cce(ccl)-cle2ecec(n2)c(-
References: 240 Structure: c2cc[n+](C)cc2)c2ece([nH]2)c(-
Oclcec2C(C3C=CC(=0)C=C30c2c1)clcce(c c2ce[n+](C)ec2)c2eec([nH]2)e(-
Structure: c1C([O-])=0)C(=0)NCCIC[NH2+][Pt-- c2cc[n+](C)ee2)c2eccin2
J(CI)(CDHN1
Name: PE-TMRos
Name: Grepafloxacin Localization: 1,2
Localization: 3,4 Method: Fluorescence Microscopy
Method: Fluorescence Microscopy References: 306
References: 242 ) CN(C)clcec2e(0C3=CC(C=CC3=C2c2c(F)c(
Structure:
Structure: CC1CN(CC[NH2+]1)c1ec2N(C=C(C([O- B)e(®)c(F)c2F)=[N+](C)C)cl
1=0)C(=0)c2c(C)c1F)CICC1
PEG-HPPt; diammine{7,12-bis[1-
Name: Distamycin Analogue 10 (polyethyleneglycol-750-monomethylether-1-
Localization: 2,6 Name: yDethyl]-3,8,13,17-2,18-
Method: Fluorescence Microscopy dipropionato } platinum(II)tetramethylporphyri
References: 258 _ n-
C[NH+](C)CCCNC(=0)c1cc(NC(=C)c2cc(N Localization: 4,5
Structure: C(=0)c3cc(NC=0)cn3C)ecn2CCNC(=0)0C2c Method: Fluorescence Microscopy
3ccecc3-c3ceccc23)enlC References: 313
COCCOCCOCcoccoccoccoccocecoc
Name: Purpurinimide Carbohydrate Conjugate 3 COCCOCCOCCOCccOoccOccoccoccoc
Localization: 1,5 (O)cle(C)c2ec3[nH]c(ccdncScc6[nH]c(ccln2)
Method: Fluorescence Microscopy Structure: ¢(C)e6CCC(=0)O(Pt--
References: 263 JN)(N)OC(=0)Cc5¢4C)c(C)ec3C(C)OCCOC
CCCCCCNIC(=0)c2¢(C)c3ecdnc(ccs[nH]c(c 88gggggggggggggggggggmcmc
Structure: ¢c6nc(C(CCC(=0)00C)C6Q)c(C1=0)c2[nH]3)c
’ (C)c5C)c(COCIOC(CO)C(0C20C(CO)C(0) .
C(O)C2O)C(O)CIO)C4CC PEG-HP; 7,12-bls[1-(polyethyleneglycol-750-
Name: monomethylether-1-yl)ethyl]-3,8,13,17-
Name: Fluoromycin tetramethylporphyrin-2,18-dipropionic acid
Localization: 3,6 Localization: 4,5
Method: Fluorescence Microscopy Method: Fluorescence Microscopy
References: 279 References: 313
Structure: CC(0)C(NC(=0)CC(O)C(C)NC(=0)C(NC(= Structure: COCCOCCOCCOCCcOoccOoccoccoccoc




COCcoccoccoccoccoccecoccoccoc
(O)clc(C)c2cec3[nH]c(ccdne(ccS[nH]c(cc1n2)
c(C)c5CCC([O-1)=0)c(CC([O-
1)=0)c4C)c(C)c3C(C)OCCOCCOCCOCCOC
COCCOcCcoccoccoccoccecoccocceoc
COCCcoccoccoc

)=C/C(=0)NCCOCCOCCOcCcOoccoccoc
COCCNC(=0)COCC(=0)Nclcee(ecl)C1=C2
\C=CC(=N\2)/C(c2cccec2)=C2NC(/C=C\2)=C
(c2ceecc2)\C2=N\C(/C=C2)=C(/C2[NH2+]C\
1C=C2)clccccecl

Name: Porphyrin-Peptide Conjugate 2
Name: DEHP Localization: 1,5
Localization: 2,5 Method: Fluorescence Microscopy
Method: histo References: 378
References: 322 CC(C)C(NC(=O)C(CCCCI[NH3+])NC(=0)C(
Structure: CCCCC(CC)COC(=0)clcceeclC(=0)0CC(C CCCNC(N)=[NH2+])NC(=0)C(CCCC[NH3+
) C)CCCC DNC(=0)C(CCCC[NH3+])NC(=0)C(CCcCC[
NH3+])NC(=0)CICCCNI1C(=0)C1CCCNIC
Name: C1311 (=0)C(C)NC(=0)Ccoccoccoccocecocce
Localization: 1,3 OCCNC(=0)COCC(=0O)Nclcce(cel)-
Method: Fluorescence Microscopy clc2ece(n2)c(-c2cecec2)c2ecc([nH]2)e(-
References: 326 c2cceec2)c2ecc(n2)c(-
] CC[NH+](CC)CCNclcec2nen3- c2cceec2)c2eccl [nH]2)C(=0)NC(CCC([O-
Structure: C4CCC(O)CC4C(=O)CICZ3 Structure: ])=O)C(=O)NC(CC([O-
1=0)C(=0)N1CCCCIC(=0O)NC(CCCNC(N)
Localization: 1.3 (CCCC[NH3+])C(=O)NC(CCCNC(N)=[NH2
- : - - +])C(=0)NC(CCCNC(N)=[NH2+])C(=O)NC(
ye?izi‘ces‘ g; il Fractionation CCC(N)=0)C(=0)NC(CCCNC(N)=[NH2+])
- C(=0)NC(CCCNC(N)=[NH2+])C(=O)NC(C
COC(=0)CSCC(=0)C1(0O)CC(OC2CC([NH3 CEZN (): (N)(: [NH2+]() C)(:[O)N 1 C]()Z C(C 1 C) (= O()N
Structure: +])C(0)C(C)02)c2c(0)c3C(=0)cdc(OC)ccce - _ -
1O ICCCCIC-ONC(CCEN)-0)C-ONCC
Name.: - RP 21080 Name: Si(sol)2PC
Localization: 1,3 ——
Method: Cell Fractionati Localization: 4,6
choc: ¢ rractionation Method: Fluorescence Microscopy
References: 331 References 379
Structure:  £0¢1c0cc2C(=0)c3¢(0)c4CCO)CCOCSC CCI1(C)OCC(CO[SII2(0CC3COC(C)(C)03)
CCC(INH3+])C5)c4c(0)c3C(=0)c12)C(C)=0 N3CAN=C5/N=C(/N=COWN2\C(=N/C2=N/C(
Structure: =N\C3c3cceee43)c3ccccc23)c2eccech2)c2ece
Name: SnEBC cc52)01
Localization: 1,4
Method: Pharmacological Effect Name- PS6A
References: 332 Localization: 1,2,5
CCclc(C)c2cc3c(CC)e(C)cdn3[SnH2n3c(ccl Method: Fluorescence Microscopy
Structure: n2)c(C)c(CC)c3cclnc2e(ce(ccd2)S([O- References. 400
DEO)=0)CIO)CC CCCclcc2ce3[mH]c(cedne(ccdCCC)ccdnH](
- - - — Structure: ¢cc4CCC)ccln2)c(c3CCC)S(=0)(=0O)N(O)CC
Name: Porphyrin-Retinamide Derivative 4 CCCC[N+](C)(C)C
Localization: 1,5
Method: - Fluorescence Microscopy Name: PEG-Functionalized meso-TPP Conjugate 6
References: 352 Localization: 2,5
CCAC=C\C1=C(O)CCCCL(CO)O)=C/C=C/C(C Method: Fluorescence Microscopy
)=C/C(=0)NCCOCCOCCOCCOCCcOoccoC References. 393
Structure: COCCNC(=0)COCC(=0)Nclcecc(eel)C1=C2 - [0-
’ \C=CC(=N\2)/C(c2cccec2)=C2NC(/C=C\2)=C 1C(=0)COCCOCCOCCOCCOCCOCCNC(=
(lcczfccczc)czl)\C2=T\C(/ C=C2)=CU/C2INH2+]C\ Structure: 0)COCC(=0)Nclcee(eel)-cle2ece(n2)e(-
——cjelceece c2ccecc2)c2ece([nH]2)ce(-
- - - S c2cceec2)c2cecc(n2)c(-c2cceec2)c2eccl[nH]2
Name: Porphyrin-Retinamide Derivative 5
Localization: 1, 5 - Name: PEG-Functionalized meso-TPP Conjugate 7
Method: Fluorescence Microscopy Ty
Ref - 350 Localization: 2,5
clerences. Method: Fluorescence Microscopy
Structure: CC(\C=C\C1=C(C)CCCC1(C)C)=C/C=C\C(C

References:

393




[O-
1C(=0)COCCOCCOCCOCCOCCOCCNC(=
0O)COCC(=0O)Nclccee(eel)-cle2eece(n2)c(-

Structure: c2ccccc2)c2eee([nH]2)c(-
c2ccccc2)c2eec(n2)c(-
c2ccc(NC(=0)COCC(=0O)NCCOCCOCcCcOoC
COCCOCCOCC([O-D)=0)cc2)c2cccl[nH]2

Name: PEG-Functionalized meso-TPP Conjugate 8§

Localization: 1,2

Method: Fluorescence Microscopy

References: 393
[O-
]JC(=0)COCCOCCOCCOCCOCCOCCNC(=
0O)COCC(=0O)Nclccee(eel)-clc2eee(n2)c(-

Structure: c2cceec2)c2ecc([nH]2)ce(-

’ c2ccc(NC(=0)COCC(=0O)NCCcOoccoccoc
COCCOCCOCC([O-D=0)cc2)c2cee(n2)c(-
c2ccc(NC(=0)COCC(=0O)NCCcOoccoccoc
COCCOCCOCC([O-D=0)cc2)c2cccl[nH]2

Name: PEG-Functionalized meso-TPP Conjugate 9

Localization: 1,2

Method: Fluorescence Microscopy

References: 393
[O-
]JC(=0)COCCOCCOCCOCCOCCOCCNC(=
0O)COCC(=0O)Nclccee(ceel)-clc2eee(n2)ce(-
c2ccc(NC(=0)COCC(=0O)NCCOCCOCcCcOoC

Structure: COCCOCCOCC([O-
1)=0)cc2)c2ccc([nH]2)c(-
c2ccc(NC(=0)COCC(=0O)NCCOCCOCcCcOoC
COCCOCCOCC([O-D=0)cc2)c2cce(n2)c(-
c2ccc(NC(=0)COCC(=0O)NCCcOoccoccoc
COCCOCCOCC([O-D=0)cc2)c2cccl[nH]2

Name: SNAFR-1

Localization: 2, 3,5

Method: Fluorescence Microscopy

References: 417

Structure: Oclcec2ce(0C3=CC=C4C(=0)C=CC=C4C3=

’ C2c2cccec2)cl

Name: TPYR-PP

Localization: 4, 6

Method: Fluorescence Microscopy

References: 436
CCCCcCcceeecececeeceCOoctecce(cect)-

Structure: clc2ccc(n2)c(-c2cencc2)c2ece([nH]2)c(-
c2cencc2)c2cecc(n2)c(-c2eencc2)c2cccl[nH]2

Name: C16-TTP

Localization: 4,6

Method: Fluorescence Microscopy

References: 436
CCCcCcCcceeeecececeOceteece(ec)-

Structure: clc2cec(n2)c(-c2cec(C)ec2)c2ecc([nH]2)c(-

c2cce(C)ec2)c2ecc(n2)c(-
c2cce(C)ec2)c2eccl [nH]2

Name:

Berberine

Localization: 2, 3,6
Method: Fluorescence Microscopy
References: 473
Structure: COclccc2cc3-
¢c4cc50C0Oc5¢c4CCn+]3cc2¢c10C
Name: CO-1
Localization: 1,3
Method: Fluorescence Microscopy
References: 474
Structure: CNI1C(=0)C=C2c3ccccc3C(=0)c3c(NCC[NH
’ +](C)C)ceclc23
Name: CO-3
Localization: 1,4
Method: Fluorescence Microscopy
References: 474
Structure: CNI1C(=0)C=C2c3ccccc3C(=0)c3c(NCCC[N
) H+](C)C)ceclc23
Name: CO-4
Localization: 1,5
Method: Fluorescence Microscopy
References: 474
Structure: CC[NH2+]CCNclcce2N(C)C(=0)C=C3c4ccc
) cc4C(=0)c1c23
Name: CO-5
Localization: 1,6
Method: Fluorescence Microscopy
References: 474
CC[NH+](CC)CCNcleee2N(C)C(=0)C=C3c
Structure: 4CC[CCC4C]((=O))01023 (OO
Name: CO-6
Localization: 1,3
Method: Fluorescence Microscopy
References: 474
Structure: CNI1C(=0)C=C2c3ccccc3C(=0)c3c(NCC[NH
) 2+]CCO)ccclc23
Name: CO-7
Localization: 1,3
Method: Fluorescence Microscopy
References: 474
Structure: CNI1C(=0)C=C2c3ccccc3C(=0)c3c(NCC[NH
3+])ccclc23
Name: AltéHydroxymethyl-?)- aminoacridine Derivative
Localization: 3,6
Method: Fluorescence Microscopy
References: 478
Structure: CCOC(=0O)Nclcec2ec3ceee(N)c(CO)e3nc2cl
Name: Polyamide-Bodipy FL Conjugate 1
Localization: 3,6
Method: Fluorescence Microscopy
References: 480
Structure: C[NH+](C)CCCNC(=0)CCNC(=0)clcc(NC(




=0)c2cc(NC(=0)c3cc(NC(=0)cdcc(NC(=0)C
CCNC(=0)c5¢cc(NC(=0)c6cc(NC(=0)cTee(N
C(=0)c8nccn8C)en7CCCNC(=0)CCC7=[N+]
8C(C=CT)=Cc7c(C)cc(C)n7[B-
18(F)F)cn6C)cn5C)cen4C)en3C)en2C)enlC

Name: Polyamide-Bodipy FL Conjugate 2

Localization: 3,6

Method: Fluorescence Microscopy

References: 480
C[NH+](C)CCCNC(=0)CCNC(=0)clcc(NC(
=0)c2cc(NC(=0)c3cc(NC(=0)cdcc(NC(=0)C

Structure: CCNC(=0)c5cc(NC(=0)cbecc(NC(=0)cTnc(N
C(=0)c8nccen8C)en7C)ecn6CCCNC(=0)CCCo
=[N+]7C(C=C6)=Cc6¢c(C)cc(C)n6[B-
17(F)F)cn5C)cn4C)en3C)en2C)enl1 C

Name: Polyamide-Bodipy FL Conjugate 3

Localization: 3,6

Method: Fluorescence Microscopy

References: 480
C[NH+](C)CCCNC(=0)CCNC(=0)clcc(NC(
=0)c2nc(NC(=0)CCNC(=0)c3cc(NC(=0)cdn
¢(NC(=0)CCCNC(=0)c5cc(NC(=0)cbnc(NC

Structure: (=0)CCNC(=0)c7cc(NC(=0)c8ncen8C)en7C
CCNC(=0)CCCT7=[N+]8C(C=C7)=Cc7c(C)cc
(C)n7[B-
18(F)F)cn6C)cnS5C)cndC)en3C)en2C)enlC

Name: Vecuronium

Localization: 2,3

Method: Cell Fractionation

References: 485
CC(=0)OC1CC2CCC3C4CC(C(OCc(O)=0)C

Structure: 4CCC3C2(C)CCI[NH+]1CCCCCH[N+]1(C)
CCCCC1

Name: Org 6368

Localization: 2,3

Method: Cell Fractionation

References: 485

Structure: CC(=0)0OC1CC2CCC3c4ce(ce4acceesc(
C)CCI1[N+]1(C)CCCCCI[N+]1(C)CCCCC1

Name: Pancuronium

Localization: 1,2

Method: Cell Fractionation

References: 485

Structure: CC(=0)OC1CC2CCC3C4CC(C(OCc(O)=0)C

4CCC3C2(C)CCIN+]1(C)CCCCCHIN+]1(C

)CCCCC1
Name: Ageladine A
Localization: 1,4
Method: Fluorescence Microscopy
References: 488
) Ncl[nH]c2cc(nee2[nH+]1)-
Structure: 1 (Br)e(Br)[nH] 1
Name: Dimethyl-PEPEP
Localization: 2,3
Method: Fluorescence Microscopy
References: 502
Structure: Cnlc(cccI\C=C\clce[n+](C)ec1)\C=C\clcc[n
+](C)ccl
Name: Chlorin 1
Localization: 1,2,5
Method: Fluorescence Microscopy
References: 540
OCI1C(O)c2ncle(-clcccecl)clece([nH]1)c(-
Structure: clcccecl)cleec(nl)e(-
clccecel)cleee([nH]1)c2-clccceeld
Name: Chlorin 3
Localization: 1,2
Method: Fluorescence Microscopy
References: 540
OCI1C(O)c2nclc(-
. clceec(O)cl)clece([nH]1)c(-
Structure: clceec(O)cl)clece(nl)e(-
clceec(O)cl)clece([nH]1)c2-clecec(O)cl
Name: Chlorin 4
Localization: 1,2
Method: Fluorescence Microscopy
References: 540
COclccece(cl)-c1c2ne(C(O)C20)c(-
) c2ccec(0C)c2)c2ccee([nH]2)c(-
Structure: c2ccec(0C)c2)c2cece(n2)c(-
c2ccec(0C)c2)c2cccl[nH]2
Name: HDAO
Localization: 2,6
Method: Fluorescence Microscopy
References: 72
) CCCCCCCCCCCCCCCCIN+]1=C2C=C(C=
Structure:

CC2=CC2=C1C=C(C=C2)N(C)C)N(C)C




Supplemental Table 8: Summary of the subcellular localization data set.

Repqrteq subs:ellular No. of % No. of
localization site molecules references
Endo-lysosomes 226 23.37 96
Mitochondria 259 26.78 136
Nucleus 123 12.72 67
Plasma membrane 162 16.75 75
ER/Galgi 37 3.83 26
Cytosol 59 6.10 59
Multiple localizations 101 10.44 71
Total 967 100



Supplemental Table 9: Summary of experimental methods.

Ex&fti}?; Zr;tal Count  Percentage (%)
Eflllcz:;rtr;acological 171 17.68
Chemical analysis gg :kriiflzinri(shng 67 6.93

Cell fractionation 54 5.58
Microscopic imaging  Fluorescence 633 65.46

Histochemistry 9 0.93

Others 6 0.62
Not mentioned 25 2.59

Mixed 2 0.21




Supplemental Table 10: References to the dataset with subcellular localization information.
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Supplemental Table 11: random dataset from DrugBank representing molecules with drug properties. Structure is
presented as the Simplified Molecular Input Line Entry Specification string of the major microspecies at pH 7.4, as
calculated by ChemAxon.
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230 | O)C[NH+]1CC2C(C[C@H]1C(=0)NC(C)(C)C)CCC @H](CO)[C @ @H](0)[C@H](0)[C@H]2[NH3+])[C
C2)Cclcccecl)elnc2c(ccl)ceec2 @ @H]([NH3+]))C[C@ @H]([NH3+])[C@ @H]10
231 | olnc(celC)C(=0)NNCclceeecl O[C@H]IN2[C@ @H]3C4[C@ @H](C[C@H]2[C@
01[C@ @H]2C[C@H](0)[C@ @]3([C@H]([C@H]( 256 | @H]2N(c5¢([C@ @]2(C3)[C@H]40)ccec5)0)[C@ @
53y | OCEO)cdeceeed)[C@4(0)C[C@H](OC(=0)[C@H] H]1CC
(0)[C@ @H](NC(OC(C)(C)C)=0)c5cccee5)C(=C([C 257 | [NH+](CCCN(C1Cc2c(Cl)ccee2)cleceec])(CC)CC
@ @H](0)C3=0)C4(C)C)C)[C@]2(0C(=0)C)C1)C 5sg | Feleee(ce hC(NICCN(CClelne(ne(nl)NCC=C)NC
Ic1¢(C(=0)NCC(0)CO)c(I)c(N(C(=0)C)CC(O)CN(C C=C)clecc(F)ecl
233 | (=0)C)c2c(I)c(C(=0)NCC(0)CO)c(I)c(C(=0)NCC(O 559 | s1eccel CCINH+]ICC(C)C(N(C(=0)CC)e2eeeec2)C
)CO)c2I)c(I)c1C(=0)NCC(0)CO Cl
534 | Oclece(NW=C2/C=C(C(=0)[O- 260 | slcceclC(=CC([NH+](C)C)C)clscecl
DCE0)C=C/2)cc1C(=0)[O-] 261 | [NH3+]C(Cclc2c([nH]c1)ccec2)C
235 | FeleeZone(e2ee HCICCINH+](CCHCCC=1C(=0)N2 26y | OC(CINH+]ICCC(N(C(=0)CC)e2cccec2)CClelece
C(=NC=1C)C(0)CCC2 cel
236 | Felec\2e(NC(=0)/C/2=C\e2[nH]e(C)e(C(=0)NCCIN 263 | O(COclcee(cel)Celne2ec(IN+](=0)[O-
H+](CCO)CC)c2C)ccl Dece2n1 CC[NH+](CC)CC
S(=0)([O- s64 | S1ccccICC(INH+]ICCC(N(C(=0)CC)e2eceec2)CCl)
237 | N(=NC(=0)NN1CCCCCCl)clcee(ccl)CCNC(=0)cl C
noc(c1)C »65 | O=CICCIC@@]2([C@@H]3[C@H]([C@ @H]4CC]
238 | [BiH]10C(=0)c2¢(Ol)ccec2 C@ @](0)(C)[C@]4(CC3)C)[C@ @H](CC2=C1)C)C
Oclc2c(cec])[C@ @](O)([C@ @H]IC(C(=0)[C@ @] 266 | O(C)clcee(ccl)CC(INH3+])C
239 | 3(0)[C@ @HJ(C[C@H](N(C)C)C(=0)/C(=C(/O)\N 267 | OICCN(CC1)CCC(C(OCC)=0)(clcccecl)eleceecl]
CN1CCCC1)/C3=0)=C2[0-])C ~63 | O=C1C=CIC@]2([C@H](C1)CC[C@H]I[C@@H]3
S(=0)(=0)(N(CC(C)C)C[C@ @H](OP(=0)([O-D[O- CC[C@H](0)[C@]3(CC[C@ @H]12)C)C
240 | DIC@ @H](NC(O[C@H]1CCOC1)=0)Cclcccecl)cl 269 | O(C)clee(cecl)C(CC)(CC)CNC(=0)CCCO
cee(N)eel Clc1cc2¢(N(C)C(=0)C(OC(=0)N(C)C)N=C2c2cccce
01[C@ @H](C\C=C\C=C\[C@H](0)[C@ @H](C[C@ 270 2)ccl
H](CC=0)[C@H](0O[C@ @H]20[C @H](C)[C@ @H] 271 | OIC(C[NH+]=CIN)clcccecl
2411 (O[C@ @H]30[C@@H](C)[C@H](OC(=0)CC(C)C) 0[C@ @H](C(CI[C@H](INH+](C)C)C)(clecceel)ele
[C@](0)(C3)C)[C@H]([NH+](C)C)[C@H]20)[C@ 272 cceel)CC
@H](0OC)[C @H](OC(=0)C)CC1=0)C)C 0=C([O-
242 | 01C(CCOO)=CC1=0)\C=C\C=1C=CCCC=1 273 | DCI(CCINH+](CC1)CCC(C#N)(clececel)eleeeeel)
543 | Clelce2NCN(S(=0)(=0)c2cc1S(=0)(=0)N)C)CSCC cleccee]
(BEF O([C@H](C(C[C @H](INH+](C)C)C)(clceeccelee
S1C(SC1=C(C(=0)N)C(=0)[O- 274 | e HCO)C(=0)C
244 ])C(=O)N[C@ @] 1(OC)CZSCC(CSC3HHHH3C)=C(N2 O[C@H]1C[C@H]2[NH+]([C@H](CCZ)[C @H] 1C(=
C1=0)C(=0)[O-] 215 | oyjo-C
245 S1CCCClCC(=O)NC1(OC)CZSCC(COC(=O)N)=C(N2 276 ClClCCCCClCC([NH3+])(C)C




277

slcecec1C(=CC(INH+](CC)CC)C)clscecl

01C(COC20C(C)C(0)C(0)C20)C(0)C(0)C(0)C10

278 | Clclec2¢(NC(=0)C(N=C2c2cccec2F)C(OCC)=0)ccl 314 C1=C(Oc2c(C1=0)c(O)cc([O-])c2)clcc(O)c(O)ccl
279 | [INH2+](C(Cclcceecl)C)CCC#N 315 | Oclee(cec10)CC(=0)[0-]
550 | OUC@@H](C(CIC@H](NH+](C)C)C)(eleceeel)el 316 | Oclcc(O)ccc\C=C\C(=0)[O-]
cceee])CC)C(=0)C 317 | POCC(0)COC(=0)CCCCCCCCCCO)(OCCIN+I(C)
281 | Clclecece1C1=NCC(=0)N(c2sc(cc12)CC)C (©OO)(=0)[O-]
»gy | O1[C@@H2[C@]34[C@H]([C@H]([N+]([O- 318 | P(OC(C(=0)[0-])CO)(=0)([0-D[O-]
D(CC3)C)Cc3c4cl1c(0C)cc3)C=C[C@ @H]20 319 S1ICC(N(S(=0)(=0)c2ccc(cc2)C)CC1)C(=0)NC(Ccl
»g3 | 0=C1C=C2CC[C@@H]3[C@@H]([C@]2(C=C1C= cceeel)C(OCC)=0
0)CO)[C@H](0)C[C@]1([C@H]3CC[C@ @]1(0)C)C 320 | O=C([O-]))CCCCCC(INH3+])C([NH3+])C
54 | Clelec2e(N(C)C(=0)CN3C2(OC(=CC3=0)C)c2ecee 321 | [N+](CCCCCCCCCCCCCCCC)(C)(C)C
c2)ccl 322 | OC(C(CC(=0)[0-])C(=0)[0-])C(=0)[O-]
285 | Clelec2e(N(CC3CC3)C(=0)CN=C2c2cccec2)cel 323 | POOCC(OC(=0)CCCCCCCCCCCCCCC)COC(=0)C
286 | [Zn] CCCCCCCCCCCCCC)(OCCINH3+])(=0)[0-]
287 | O=CI1Nc2c(cc([N+](=0)[O-])cc2)C(=NCl)clcccecld 324 | P(OC(C(=0)[O-)OC)(=0)(O-DI[O-]
58 | SC(Selee(C(CHO)C)e(O)e(e HE(CHO)CNC) el ee( 325 | CICC(INH3+])C(=0)[0O-]
C(C)(C)C)c(0)c(c1)C(C)(C)C 326 | O=C([O-])C(INH3+])C(CC)C
559 | SIEO)=0)C2N(C(C(=0)[O- 327 | [Se]=1=C(CCC)C(=NC=1N)CCCC
)C1(Cnlnncel)C)C(=0)C2 Oclcc2C=C(NC(=0)CCC(=0)[O-
S1[C@H]2N([C @ @H](C(=0)[O- DC3N(c2cc10)C(CCN3)C(=0)NC(C(=0)NC(CCCN
290 | ])C1(C)C)C(=0)[C @H]2NC(=0)[C@H](C(=0)[O- 328 | C(=[NH2+])N)C(=O)NC(C(=0)NC(CCCN(0)C=0)C
Dcleescl (=0)NC1CCCCNC(=0)C(NC(=0)C(NC(=0)C(NC1
291 [NH+](CCCclcceeel)(CCCelecceel)CC =0)CCCN(O)C=0)C(0)O)C(O)O)COo)CO
292 | O1CCN(CC1)CCICCc2[nH]c(C)c(c2C1=0)CC 329 | O=C([O-])Cclc2c(cecl)ceec2
293 [NH+](CCC(clccceecl)clnceeel)(C)C 330 O1C(C(O)C(O)CO)C(NC(=0)C)C(O)CC1(Oc1cc20
294 S1c2c¢(N(c3clcecc3)CCCINH+]1CCC(CC1)CCO)cec( C(=0)C=C(c2cc1)C)C(=0)[O-]
S(=0)(=0)N(C)C)cc2 131 | CICCCO=CAC=C\C(=C\C=C\C(=C\CNON\C)C1(C)
S(C)[C@H]10[C@H]([C@H](NC(=0)C2[NH+](C[C C
295 | @ @H](C2)CCC)C)[C@H](0)C)[C@H](0)[C@H](O 332 | OC(C(CO)(C)C)C(=0)NCCC(=0)[O-]
)IC@H]10 333 | S(=0)(=0)(N)clcce(F)ecl
»96 | OCIC@@H](0)[C@ @H](0)[C@H](0)[C@ @H](0) 334 | OC1C([NH3+])C=C(CC10)CO
(80) 135 Clclcec(NC2=C(c3cc(Cl)cee3)C(=0)NC2=0)ccl1C(=
»g7 | PCOCIC@H]10[C@ @H](N2C=C(C)C(=0)NC2=0) 0)[0-]
C[C@ @H]10)(=0)([0-][O-] 336 | 0=C([O-])clccenclC(=0)[0-]
59 | O1CIC@H]20[C@ @H](OC)[C@H](0)[C@ @H](O) 337 | 0O=C([O-])C(INH3+])C=C
[C@H]20[C@ @]1(C(=0)[O0-DC 338 | P(OC(C)C)(OCC(N)C(=0)[O-])(=0)[O-]
299 OC/1=CC(=0)C(C\C\1=N\C1CClclcccccl)CC([NH3 339 | [AsH](SCC(INH3+])C(=0)[O-])O
+DC(E=0)[0-] 340 | nlene2n(nc(c2c1N)-cleec(ccl)C)C(C)(C)C
[Ru+2]123(N4C(C=C(C=C4)CCCCCCCCC(=0)NC4 41 | POCelene(C)e(0)el CINH2+]C(CCC(=0)[O-
300 | C3CCOCCACC(C5)CH)=CAN1C=CC(=C4)C)(N1C(= DC(=0)[0-])(=0)([0-D[O-]
C4N2C=CC=C4)C=CC=CI1)NIC(=C2N3C=CC=C2) O(C(CCCCCCCCCCCC)CC(=0)[0-
C=CC=Cl 342 )C(=0)CCCCCCCCCCCC
301 | O1[N-]C(=0)C(=C1)C[C@H](INH3+])C(=0)[O-] 0=C(N)C(NC(=0)C([NH3+])CCCNC(N[N+](=0)[O-
302 | Oclnc(nc2[nHJnnc12)N 343 | ))=N)CCINH34]
303 | [Hg](O)cleec(ceNC(=0)[O-] P(=0)([0O-])([O-])clcc(cec1P(=0)([0-])[O-
304 | O=C([O-D\C=C\C(=0)[O-] 344 | NCC(NC(=0)C)C(=0)NC1CCCCc2clec(C(=0)N)c(
0=C(NC(CC(C)C)C(=0)NC(Cclcceeel)C=0)C(NC( OCC1CCCCCl1)c2
305 | =O)NC(Cclceceel)C(=0)[O- 345 | EC(CC(INH3+])C(=0)[0-])CCNC(=[NH2+])C
DCINC(=[NH2+])NCC1 346 | 01C(0)C(0)C(0)CCIC
306 O=C([O- 347 | clceecc1CCCC
DIC@@H]([NH3+])CCC\INH+]=CON(C)C)/N 348 | [CaH]OC(C(CC(=0)[0-])C(=0)[0-])C(=0)[O-]
307 | O1TCCOCO)CO)C(O)CIOCIC(O)C(0)C(OCICO) 349 | OC(CeleeceeHCAC=CAC=C\C(INH3+])C(C(=0)[0
0 -)O/CC)C
308 | Oclece(ec])C 350 | O1c2¢(C(=0)C(0)=Clclcec(0O)ccl)c(O)ec([O-])c2
309 | SCCO)C(O)CS 351 | 0=C([0-])CCCCCC(=0)[0-]
310 | PLOCCIOC(n2nc(nc2)C(=0)N)C(0)C10)(=0)([O- 352 | SCIC(0)C(0)C(S)OC1CO
DIO-] 353 | S(OC1C(0)C(NC(=0)C)C(OC1CO)0)(=0)(=0)[O-]
311 | OC(C(O)C(=0)[0-DC(=0)[O-] 0=C(c1[nH]c2cc(cee2n1)C(=[NH2+])N)c1[nH]c2cc(
312 | P(O)(=0)([0-)CCCC(=0)NO 334 | ccan)C(=[NH2+])N
313 | O=CINC(=O)NC=2NC(=O)NC1=2 355 | S(CCC(INH3+])C(O)(O)clnccec])C




356 S(CCC(NC(=O)CIN(CCCI1)C(=0)C(NC(=0)CS)Ccl 396 | O=C([O-]))CI([NH3+])CC1
cce(O)ec)C(=0)N)C 397 | [As+](clcc(O)c(O)ccl)(cleeceel)(cleceecl)clceccccl
357 | O1C(CO)C(0O)C(O)C(O)C1=0 308 O=CIN(CCCCCINC(=0)C(C(CCCO)C(=0)NO)CC(
358 O(Cclceeeel)C(=0)NC(C(=O)NC(C(C)C)C(=0)NC( C)C)CCoC
Cclcceecl)CO)C 399 | slcecec1CC(=O)NCB(O)O
359 0=C1C2(C(=0)C(C)O)C(Ccce=Ccio)o)occccei(c 400 | O1C(CO)C(O)C(O)CIN1C=CC(=NC1=0O)N
C=C(OO)C(=0)C(CC=C(C)O)=C2[O-DCC=C(O)C 401 | [NH3+]C(CC(O)C)C
P(=0)([O-D([O-Declee(cece10CC(=0)[O- 402 | [nH]1c2¢(nenc2C)ncl
360 | DCCINC(=0)C)C(=0)NC1CCCCN(Cc2ceec(cc2)- 403 | OC1C=CC=C(C(=0)[0-])C1[NH3+]
c2cecec2)C1=0 404 P(OCCCCN1C2=C(NC(=0O)NC2=0)N(CC(O)C(0)C(
361 | OC(C(O)C(O)C=0)C(O)CO 0)CO)C1=0)(=0)([0-])[O-]
362 | S(O)CC(INH3+])C(=0)[O-] S1CC(CCC(NC(=0)CCC(NC(=0)C)C(=0)[O-
363 | [Tel(CC(=0)[O-])C 405 | DEEOINC(C=0INC(C(=0)[O-
364 | OC(C(CO)(C)C)C(=0)[0-] DCO)C)=C(INH2+]C1C(NC(=0)Cclcceecl)C(=0)[O-
365 | SC[C@H](NC(=0)CC(=0)[O-])Cclcceccl DC(=0)[0-]
366 O(C(=0)clccc(ccl)C(=0)clcececc1O)C1CCCINH2+] [Mo-
CCINC(=0)clcee(O)ecl 406 2]1(SC2=C(S1)C1Nc3c(nc(nc30)N)NC10C2COP(O
367 O(C(=0)CIN(CCCHC(=0)C(=0)C(CO)(C)C)CCCcl P(OCCI10C(N2C=CC(=NC2=0)N)C(0)C10)(=0)[O
ccencl -D(=O)[O-])([OH2+])([OH2+])O
368 | Clclce(O)cecl 407 P(OCCI10C2(IN-]C(=0)NC2=0)C(0)C10)(=0)([O-
369 | OB(O)CCclcecccl DIO-]
370 $1¢2S(=0)(=0)N(CC(0O)c2cc1S(=0)(=0)N)clcee(0OC 408 g(CC1 [NH2+]C(C(O)C10)c1c2N=CNC(N)c2[nH]c1)
)eel
371 S(CC(INH3+])C(=0O)[O- 409 | O=CI1C2C(Nc3c2ccec3)C2N(C1)CCCC2
DCINOC(=C1)C([NH3+])C(=0)[O-] 410 S(=0)(=0)(Cclcececl)CCC(NC(=0)C(NC(OCclccc
372 | Nclc2ce(cec3e(c2)ccee3)cecl cc1)=0)Cclcccecl)CCclcececl
373 | Oclnc(ne2n(c[n+](c12)C)C)N 411 | OCCCCCCO
374 | O[B-](0)(O)CCCCC([NH3+])C(=0)[O-] 412 | S(=0)(=0)(JO-])CCC[NH2+]C1CCCCC1
375 | Fclecee(N)elC S=P([S-
176 | S1cln+1(Ce2enc(ne2N)C)e(C)eICCOP(OP(=0)([O- 413 | D(OCC(OC(=0)CCCC)COC(=0)CCCC)OCCIN+](C
DIO-D(E=0)[O-] )(O)C
477 | NH2+]ICCN(C[C@ @H]ICelecece)elnne(e(cl)- 414 | S(CCC(=0)C(E=0)[0-DC
clcenccl)-clec2ce(ecl)ccec2 415 | O=C(CCC(=0)[O-)HC
373 P(OCclene(C)c(0O)c1C[NH2+]C(C(=0)[O- 416 S(=0)(=0)(\C=C\C(NC(=0)C(NC(=0O)N1CCC(N2C
DC)(=0)([O-D[O-] COCC2)CCI1)Cclcceecl)CCC)eleeeccl
379 0lc2c(cc1CINH+]1CC(N(CC1)CC(0)CC(Cclcceccl) 417 | Iclcecccl
C(=0)NCl1c3c(CC10)ccec3)C(=0)NC(C)(C)C)ceec2 418 | O1C(CO)C(O)CCIN1C=CC(=0)NC1=0
330 Fclcee(ecl-clone(c1)C(=0)[0O- Brclcc(ce(Br)cl1[O-
P\C=C\COclccee(0)c1C(0C)=0 419 | DC(=0)c1c2c(oc1CC)ec(S(=0)([O-
381 O1C(CO)C(0)C(O)C(O)CI0CIC(0)C(O)c2n(cen2)C ])=Nclcce(S(=0)(=0)N)ccl)ec2
1CO 420 | O=C(CCCCCC(=0)[0O-)CCC(=0)[0-]
382 | O=C(Cclcee(ccl)C(=[NH2+])N)C(=0)[O-] 1 P(OCC(OC(=0)C)COCCCCrceeeeececeeccoyoc
383 | Oclc2ce(Ce3c(C2=0)c(0)cce3)cec1CC(=0)[0-] CIN+](C)(C)C)(=0)[O-]
384 | OCclcne(ncIN)C 422 | O=C([O-])Cclc(c[nH]c1C[NH3+])CCC(=0)[O-]
385 | O=C([O-])CCclcceccl 423 O=CIN(CC=0)C(=NC1CC1C=CC(=0)C=C1)C[NH3
386 O=[N+]([O- +]
DNC(NCCCC([NH3+])CNCC[NH3+])=N 424 | S(CC10C(n2c3nenc(N)c3nc2)C(O)C10)C
387 | S1c2c(NC(=0)C1CC(=0O)NO)cccee2 425 | O=C([O-])C(INH3+])Cclc2c([nH]c1)ccec2N
388 P(OCclene(C)c(O)c1C[NH2+]C1CO[N- 426 O=C(N)C(NC(=0)C([NH2+]C(CCclccccc)C(=0)[O
1C1=0)(=0)([O-D[O-] -])Cclcccec])CC(=0)[O-]
389 P(OCC(OC(=0)CCCCCCCrreeeeeco)coc(=0)e P(OCI10C(CO)C(O)C(OC(C(=O)NC(C(=0)NC(CCC
CCCCCCCCCCCCCC)(0CC(0)CO)(=0)[0-] 427 (=0)[0-))C(=0)[O-
390 | [NH2+]=C(nlncnc1)N DOC)CINC(=0)C)(OP(OCCIOC(N2C=CC(=0)NC
391 | Clelece(Oc2eee(S(=0)(=0)C3(CCOCC3)CC(=0)NO 2=0)C(0)C10)(=0)[0-N(=0)[O-]
)ee2)cel P(OC1C(O)C(OClInlc2nenc(N)e2ncl)COP(OP(OCC
392 | P(OCC(O)C(O)C(O)CO)(=0)([0-])[O-] 428 | IOC(N2C=C(CC(O)C20)C(=0)N)C(0)C10)(=0)[O-
393 | O=CINc2c(ccec2)C1Cclcec(N2CCN(CC2)C=0)ccl DEO)O-D(EO0)([O-DIO-]
304 | Brelec(ee(-c2[nH]e3ec(cee3n2)C(=[NH2+])N)el [O- O(C(=0)CCC(=0)[0-
1)C(CC(=0)[0-])C(=0)[O-] 429 | DCICCC2(C3C(CCC2CI(C)C)(O)CL(Cc(cze2ce(ecece
395 | S(=0)(=0)(N)clcce(ecl)C(=0)NCeleceeclF 2(CCHO)(C(=0)[0-))C)=CC3=0)C)C
430 | Clclcce(Cl)eec1C(=0)N(Ccelsc(ccl)-




cloc2c(cl)ccec2)C(Celeccec])C(=0)[0-] 462 | P(OC(C(N)C(=0)[0-HO)(=0)([O-DIO-]

431 | SICC[NH+]=CIN P(OC1(OC(C(0)C(0)CO)C(NC(=0)C)C(0)C1)C(=0
O1C(C(0)C(0)CO)C(NC(=0)C)C(0)CC1(0)C(=0)[ 163 | IO

432 1o (OCC1OC(N2C=CC(=NC2=0)N)C(0)C10)(=0)[O
Oclcee(cel)C[C@H](NC(=0)[C@ @H](NC(=0)[C@ -]

@H](NC(=0)[C @H]IN(CCC1)C(=0)[C @ @H](NC( 464 | S(SCCO)CCO

=0)[C@ @H](NC(=0)[C @ @H](NC(=0)[C@ @H](N 465 | OC1(N=C(CC(C)C)C(=0)N1CC=0)C(N)C(0)C
C(=0)[C@ @H](NC(=0)CNC(=0)[C @ @H](NC(=0) 466 | Oclnc(nc2n(cnc12)C)N
CNC(=0)CNC(=0)CNC(=0)CNC(=0)[C@H]IN(CC 467 | OC(Cclccceel)C(=0)[O-]

433 | C1)C(=0)[C@ @H](NC(=0)[C@H]IN(CCC1)C(=0) 468 | P(OCC(0)C(0)C(=0)C)(=0)([O-D[O-]
[C@H](INH3+])Cclccceel ) CCCNC(=[NH2+])N)CC 469 O=C(NC(CCCNC(=[NH2+])N)C(=0)[O-
(=0)N)CC(=0)[0-])Cclcceee1)CCC(=0)[0- )CCC(=0)[0-]
DCCC(=0)[O-D[C@H](CC)C)CCC(=0)[O- 470 | OB(O)clcee(cc] \C=C\C(=0)[O-]
CCC(=0)[0-)C(=0)N[C@ @H](CC(C)C)C(=0)[O- O(clccec(-

] 471 c2[nH]c3cc(cee3n2)C(=[NH2+])N)c10)C1CCCCl1
S(=0)(=0)([O- 472 | Oclceceec1lCC=C

434 | DNCIC(0)C(OC20C(=CC(0)C20S8(=0)(=0)[O- 473 | 0=C(NcInc(cenl)-cIn2¢(nc1C)C=CC=C2)C
DEEO0-DEOCIO0)CO 474 | S(CC)C(=[NH2+])N

435 [NH2+]=C(N)clcce(NCe2nc3ce(cee3n2C)Cn2c3c(nc 475 | OCCCC[NH3+]
2C)ceced)ecl 476 | O=C([O-])c[nH]cccl

436 | POCCIN)C(=0)[0-DOCC)(OCC)=0 477 | 0=C(Nclcceec])CCCCCCC(=0)NO

437 Clclec2[nH]e(nc2ec1C(=[NH2+])N)-clccee(- 478 P(OCC(0)C(0)C(0)C(0)CO)(=0)([0-])[O-]
c2cceec2)cl1O P(OC10C(C)C(O)C(O)C10)(=0)([O-

438 R;C(NC(CCCNC@O)N)C(:O)[O'DC 479 | PNC(CC(C)C)C(=0)NC(Celc2¢([nH]c 1)ecee2)C(=0

- o

439 | J(JOH2+])(OCC10C(n2c3ncnc(N)c3nc2)C(0)C1O)( %I[\IH]?) TICINC(NCICICC(CC)CINHA]IC2C(CCCT
0)0 480 1 5)ccN

440 | OC1C(0)Cn2c(nee2)C10 Clclecee(Clel1C1=Cc2c(nc(nc2)Ne2ee(SC)ecc2)N(C

441 | O=CINC(=Nc2nce(nc12)C(O)C(O)CON 481\ ci-o

442 | Brcle2nc3c(ceec3C(=O)NCC[NH+](C)C)c(N)c2ccecl 482 | O=C([0-])C([NH3+])CCCC=0

443 | 01C2CC(0)C(0)C(0)C12CO 283 | O(CCOCCO)CCOCCO

445 | [NH2+](COC Clcle(cee(OCc20c(ce2)C(=0)[0-])c1Cl)-

446 | O(clc2c(nc(nc2N)N)cccl)cleecc(OC)cecl 485 | c1nn(C)c(c1)C1CCN(CC1)C(=0)CNC(=0)C(NC(=[

447 | SCCOCCOCCOCCOCCOCCOCCO NH2+])N)CC(C)C

448 | BrCCCCCCCCCCCC(=0)[O-] SCC(NC(=0)CCCC(INH3+])C(=0)[O-

449 | [NH2+]1CC2CCC1(C)C2(C)C 486 | 1) 0(=0)NC(C(C)=C)C(=0)[O-]

450 | SIe(CCOP(OP(=0)([0-N[O-(=0)[O- 457 | O1C2N(C(=0)C2(OC)NC(=0)C(C(=0)[O-
De([n+](c1C(=0)O)[CH-Jclenc(neIN)O)C 1)c2cec(0)ec2)C(C(=0)[0-])=C(C1)C
O(C(=0)N)C1/C(=C\C(C)C(O)C(OC)CC(CC2=C(OC 488 | P(0)(=0)([0-])CC1CC(0)(CC(0)C10)C(=0)[O-]

451 | )C(=0)C=C(NC(=0)/C(=C\C=C/C10C)/C)C2=0)C)/ 01C(CC=20c3¢c(c(C(=0)[0-])c(O)c([O-

C 4891 1)e3)0=0)C=2C100)C

452 | O(C(=0)CCCcrreo)ceeecceececccececececcece 490 | O(CC1CCCCCl)clnc(N)ce2nc[nH]c12

453 | S(=0)(=0)(N)clcce(ccl)C(=0O)NCclcec(F)ecl P(0)(=0)([O-

454 | POOPOP(OCCIOC(N2C=CC(=NC2=0)N)C(0)C10) | | ¥’ | })ccocciocmacanenc(N)e3ne2)C(0)C10)=0
(=0)O-DEOO-DEO)(O-DIO-] 492 | OC(C(NC(=0)C)CO)clcce([N+](=0)[O-])ecl
s1c(ccc1C)CNICC20C(0)(C(=0)C(=0O)N3C(CCCC3) S(=0)(=0)(N)clccc(cc1)C(=0)NCe 1 ¢(F)c(F)c(F)c(F)

455 | C(OC(CC(=0)C(\C=CACHC(0)C(OC)C(=0)C(CC(\ 493 | R
C=C/C=C\C=C/1\C)C)C)C)C(CC1CC(OC)C(0)CC1) 194 | O1C(CO)C(0)C(0)CNC(=0)C)CIOC
O)=0)C(CC2)C 495 [ [O-][N+](CCCCCCCCCC)(C)C

456 | O1C2(IN-JC(=0)N(0)C2=0)C(O)C(0)C(O)CICO S1c2ce(0)eec20C(Cleleee(O)ecl )elcce(OCC(NH+

457 | POOP(OP(OCCIOC(N2C=C(C)C(=0)NC2=0)CC10) 49 | pecce2)C)eel
(=0)0-DE0)IO-)(E0)(O-DIO-] slc(cec1CNel [nH]e2e(nl)eeee2)-

458 | POCCIOC(N2C=CC(=NC2=0)N)C(0)C10)(=0)( 497 1 Clne(se ) [NH+]=C(N)N
0-DIO-] 498 | Clelee(Clcee1C(0)(CCCCCC)Cnlcencl
0=C([0-])CC1(C)C2([NH2+]C(C1CCC(=0)[O- 299 | S(=0)(=0)([O-)CCCIN+](CC)(C)C

459 | D=C(CI=N\C(=C/C3=N\C(=C(/C4=NC2C(CC(=0)[ 500 | 0=C([O-])cleccce INC(=0)C(=0)[O-]
O-DEHCCAEONO-DONNCICECE=O)O- P(OP(OCCI10C(n2c3N=C(NC(=0)c3nc2)N)C(O)C
DC3(C)C)\C(CCC(=0)[0-))C1(CC(=0)[0-])C)C)C S0 | 5)(=0)[O-))(=ON[O-DN

460 | SCEONCCC(INH3+)C=0)[O-1)C 502 | 0=C([0-)C(CCCC)CN(0)C=0

461 | S(CC(INH3+])C(=0)[0-])CC(=0)[O-]




01C(C)(C2C(0C)C(OC(=0)\C=C\C=C\C=C\C=C\C(

Dee(cc10C)Celenc(nc1N)N

503 =0)[0-])CCC2(0)C)C1CC=C(C)C 544 s1¢2¢(nc1C(=0)C(NC(=0)CIN(CC(O)C1)C(=0)O)C

504 | O1C(CO)C(0)C(O)C(O)C10CCC10Cl1 CCNC(=[NH2+])N)ccce2

505 | O=C(NcIn[nH]c(c1)CI1CClI)clceeccl 545 | SIC=C(NC=C(C=0)Clclnnn(c1)C)C(=0)[O-]

506 | O=C(N)CC(=0)[O-] 546 | [PH](=O)([O-C

507 | O=C([O-])C(NC(=O)NO)Cclcceecl 547 | O=C([O-])c1cc(NC(=0)C[NH3+])c(NC(=0)C)ccl

508 | O=C([O-]))C(INH3+])CC(=0)[O-] 548 | P(O)(=0)([O-D[O-]
[Co]123[N+]4=C5C(CCC(=0)N)C(CC(=0)N)(C)C4( [Fe]123[NH+]4C5=Cc6nlc(C=CIN2C(=CC=2N3C(=
C4=[N+]1C(C(CCC(=0O)NCC(OP(OCIC(O)C(OC1C CC4=C(CCC(=0)[O-])C5(CC(=0)[O-

509 O)nlc6e(ncl)cc(OC)cc6H)(=0)[0- 549 | DO)C(CC(=0)[O-)(O)C=2CCC(=0)[0-
DC)(C)CACC(=0)N)=C(C1=[N+]2C(=CC2=[N+]3C( C(CC(=0)[0-])=C1CCC(=0)[O-])c(CCC(=0)[O-
C(CC(=0)N)(O)C2CCC(=0)N)=C50)Cc(C)yocice 1)c6CC(=0)[O-]

C(=0)N)O)C 550 P(OP(OCC10C(n2¢3N=C(NC(=0)c3nc2)N)C20P(O

510 | CICC(=0)C C12)(=0)[O0-D(=O0)[0-D(E=0)([O-DIO-]

511 | SICC2NC(=0O)NC2C1CCCC(=0)[O-] 551 | S(OC1C(O)C(0)C(OC1CO)0)(=0)(=0)[0-]

512 O1C(CO)C(0)C(O)C(OC20C(CO)C(O)C(O)C20)C1 552 | Oclce(O)cec1C(=0)[0-]
Oclcce(cc1)C(INH3+])C(=0)[O-] 553 O1c2cc(cec20C1)-cle(n[nH]c1C(=0)[O-])-

513 | O=C([O-])C(N)=C clee(CC)c(O)eclO

514 OCICC2C(C3CCC(C(CCC(=0)NCC(=0)[0O- 554 O=C(NCCC[NH+](C)C)clc2[nH+]c3c(ccee3)c(N)c2e
C)C13C)C(O)CC1CC(O)CCC12C ccl

515 | O=CINC(=NC=2NCC(NC1=2)C(O)C(O)C)N 555 | OC(C(O)C)(C[NH3+]))C

516 | S1ISCC(0)C(0O)CI 556 | P(OC1C(O)C([NH3+])C(OC1CO)0)(=0)([O-D[O-]

517 | O=C(N)clccencl 557 | P(OC10C(CO)C(0)C(0O)C10)(=0)([O-D[O-]

518 slc(cec1/C(=N/C(=0)C(CCclcceecl)CS)/C(=0)[O- CICCN1C(=0)C2(0OC1=0)CCI1(C3[NH+](CCC34C2
DCnlnnncl 558 | N(c2cc(OC)c(cc24)C2(CC3CC(O)(CINH+](C3)CCc3

519 P(OCIC(O)C(OCICO)N1C=CC(=0O)NC1=0)(=0)([ c2[nH]c2c3cccc2)CC)C(0OC)=0)C)CC=C1)CC
0-D[O-] 550 P(OCCI1OC(N2C=CC(=NC2=0)N)CC1)(=0)([O-

520 | O1C(C(=0O)N)C(O)C(0)C(0O)CICO DIO-]

521 | O1C(C(=0O)[O-)HC(OC)C(O)C(O)CI0 560 OC1C(O)C(N(Cc2cc(N)eee2)C(O)N(Ce2cc(N)cec2)C

522 | P(OCC(=0)[O-D(=0)([O-D[O-] 1Cclcceccel)Celcecceel

523 | ONC(=[NH2+])NCCCC 561 OI1C(C)C(NC2C=C(CO)C(0)C(0)C20)C(O)C(O)C1

524 | O1C(0)C(0O)C(0)C=C1C(=0)[O-] OC1C(O)C(O)C(OCICO)O

525 | P(OCC(=0)NO)(=0)([O-][O-] 562 | S(CCC(INH3+])C(=0)[O-]C

s5h | S1e2e(neee2)eclS(=0)(=0)NCICCN(Ce2ec(cec20)C 563 | S(OCCI20C(OCICIOS(0CICO2)(=0)=0)(CO)C) (=
(=[NH2+])N)C1=0 O)=O)N

527 | O1C(CO)C(0)C(O)CIN1C=CC(=0)NC1=0 564 | S(C)clnene2n(encl2)C1OC(CO)C(O)CIO

528 | P(Oclc2nc(cec2eccl)CHN)(=0)([O-][O-] 565 | O=CICC(CCO)O0)C(O)(O)CIC

529 | OC(Cnlc2nenc(N)c2ncel)C 566 | slc(-c2nc(ncc2)Ne2eee(cc2)C(F)(F)F)e(ncl1C)C

530 | O(Cclcceec])C(=0)NC(Celeccecl)C(=0)C[N+]#N 567 | S(OCCIOCn2e3nenc(N)e3ne2)C(0)C10)(=0)(=0)

531 | OC(CCCCCCCCCCC)CC(=0)[0-] N

532 | C(CCCCCC)CCCCC 568 | FC(E)(BH)C(O-DUO-DCENBE

533 | occco [Fe]123[NH+]4C5=Cc6nl1c(C=CIN2C(=CC=2N3C(=
BrCC(=0)NCCC(=0)NC(C(=0)NCCclccc(NC(=0) 569 | CC4=C(C)C5C=0C)C(C(0)=C)C=2C)C(C)=CICCC(=

33 1 C=0)[0-ecl)CO 0)[0-)e(CCC(=0)[0-])e6C
Clc1nc(cncINICCN(CC1)C)C(=0)N1CC(N(CC1)CC 570 | O=C([O-DC(NH3+)(CO)C

535 | (O)CC(Cclccceel)C(=0)NCIC(CCCI10)C)C(=0)NC 571 | OC(CO)CO)O)CO)C=0
(C)(O)C 572 [nH]1c2c(ncl)ceec2

536 | O(C(C(=0)[O-])=C)C1=CC=CC(C(=0)[O-))C10 573 | SEOEONO-DNPEO)NCCCC(INH3+DC(=0)[O-
P(OCC10C(NC(=0)C[NH2+]CC(O)(Cc2cc3c(nc(nc3 DN

537 | O)N)cc2)c2cec(cc2)C(=0)NC(CCC(=0)[O- 574 | O(CCC(INH3+])C(=0)[O-DCC[NH3+]
C(=0)[0-])C(O)C10)(=0)([O-D[O-] 575 SOAC(=[NH+\CCCCCCCCCCCCCC\[NH+]=C(\SC)/

538 O=CIN=C(NC=2N=CC(N(C1=2)CO)CNclccc(cc])C NW)C
(=0)NC(CCC(=0)[0-])C(=0)[O-])N 576 P(OCclcnc(C)c(0)c1C[NH2+]C(CCCC)C(=0)[O-

539 O1C(CO)C(0)C(O)C(O)C10cIcc(ec([N+](=0)[O- DEO)([O-DIO-]

Dc1)C(=0)N 577 | [Hglcleee(S(=0)(=0)[O-])ccl

sq0 | O(O)clee(cecl0)CNIC(Ce2eceec2)C(O)CN(N(Ce2e 578 | S(O)clee(Ne2nenc3e2ec(0C)c(OC)e3)ccel
¢(0C)c(0)cc2)C1=0)Cclccceccl 579 | [NH3+]CICCCCCl1

541 | O(CCO)C 530 OCI1(CCC2C3C(=C4C(=CC(=0)CC4)CC3)C=CC12

542 | OC(C(0)CO)CC(0O)C(=0)[0O-] C)C

543 | Brc1c(OCCCC(CCC(=0)[0-])C(=0)[O- 581 | S(=0)(=0)([O-]))CC(NC(=0)CCC(INH3+])C(=0O)[O-




DCEOINCC(=0)[O-]

O1C(COC(=0)c2cc(0)c(0)c(0)c2)C(OC(=0)c2cc(O

539 [nH+]1¢2¢(CCCC2)c(NCCn2nncc2CCCCCCln+]2¢3 625 | )c(0)c(0)c2)C(OC(=0)c2cc(0)c(0)c(0)c2)C(OC(=0
cc(N)cee3e3ce(ce(N)ee3)c2-c2eccec2)c2clecec? )c2cc(0)c(0)c(0)c2)C10C(=0)c1cc(0)c(0)c(O)cl

583 | Clclsc(Clycel-clnc(necl)N 0O1C(C)C(OC20C(C)C(OC30C(C)C(=0)CC3)C(0)

sgq | POOCCCNIC2=C(NC(=0)NC2=0)N(CC(0)C(0)C( 626 | C2)C(INH+](C)C)CC1OCICC(O)(CC)C(0)c2clc(O)
0)C0)C1=0)(=0)([0-])[O-] c1¢(c2)C(=0)c2¢(C1=0)c(O)cec?

585 | OC(CCCCC)C=C 627 | 0=C(CC(C)C)C(=0)[O-]

586 | Oclnc[nH]c2-c1nnc2 628 | OC(C(0)C(=0)[0-])CC(=0)C(=0)[O-]

587 | S(=0)(=0)(N)clcce(cel)C(=0)NCcelec(F)ceclF 629 | O=C([O-DC(nlnnc(cH)C[NH3+]))CC(C)C

588 | O=C([0-])CN(CC(=0)[0-])CC(=0)[O-] 630 | [nH]lcnccl-cleceecd

589 | P(OCC(0)C(0)C(0)C(=0)[0-1)(=0)([O-])[O-] 631 | Oclcccecl

590 OICCN(CC1)CCOclc2c(ccec2)c(NC(=0)Ne2n(ne(c 632 0O=C(Nclcc(Nc2nc(cen2)-
2)C(C)(C)C)-c2ccc(cc2)C)ecl c2ccenc2)ce(ccl)C)cleee(cc)CNTCC[INH4+](CC1)C

591 | SEON=0)nlnce(c)- 633 | S1e2S(=0)(=0)N(C(=Ce2ccl S(=0)(=0)N)CN1CCO
clc2cc(cec2eccl OC)C(=[NH2+])N)C CCl)clce(O)cecl

592 | 01CCCC1C(=0)[O-] 634 | 01C(CO)C(=0)C(O)Clnlc2nenc(N)c2ncl

593 | P(=0)([0-])([O-])C1([NH3+])CC1 635 | OC(C(0)CO)CO

594 | O=C[CH-]C=0 P(OCC10C(n2c3nenc(N)e3nc2)C(0)C10)(OP(OP(O
O(clccc(NC(=0)c2cc([N+](=0)[O- 636 | P(OP(OCC10C(N2C=C(C)C(=0)NC2=0)CC10)(=0

595 | Dece2)ccINC(=0)clce([N+](=0)[O- )NO-DEO)[0-DH(EO)[0-D(EO)[O-N(E=0)[O-]
Decel)elee(C(=0)[0-])e(cc1)C(=0)[O-] 637 | 01CC(0)C(0)C=C1C(=0)[O-]

so6 | Feleee(ce)C=1CCINH+](CC=1)CCCC=INC(=0)c2 638 | Oclec(O)cecl C(=0)\C=C\clcee(O)ecl
c(N=1)c(cee2)C 630 | P(OCclene(C)c(0)e1C[NH2+]C(\C=C\OCCINH3+])
S(=0)(=0)(NC(CC(=0)[O- C(=0)[0-D(E0)([O-DIO-]

597 | )C(=0)NC(Cclece(cel)C(=[NH2+])N)C(=0)N1CC 640 | SCCINC(=0)CCC(INH3+])C(=0)[O-
CCC1)cle(C)e(C)e(0C)cclC 1)C(=0)NCC(=0)NCCC[NH2+]CCCC[NH3+]

598 | slcenclC(CC)C 641 | S(=0)(=0)([0-])CC[NH2+]C1CCCCC1

599 | O=C([O0-])C(INH3+])CC(=0)[O-] S(SCC(NC(=0)CCC([NH3+])C(=0)[O-

600 | Fel[nH]c(N)c-2nc(nc-2n1)Celec(OC)ccc10C 642 | DEEOINCC(=0)O-

601 | [N+](C)(C)(C)C 1CC(NC(=0)CCC([NH3+])C(=0)[O-

602 | P(OC10C(CO)C(0)C10)(=0)([O-][O-] DCEO)NCC(=0)[0-]

603 | OCCCC(INH3+])C(=0)[O-] Brelec(ce(Br)el [O-

604 | OC1C(0)C(0)C(0)C(O)C10 643 | DC(=0)cle2e(oc1CChec(S(=0)(=0)Neleee(S(=0)((

605 | P(Oclcccec1C=0)(OCC1CCCCC1)(=0)[O-] O-])=Nc3scen3)cel)ec2

606 | O1[N-]C(=0)C(INH3+])C1 644 | 01nc(O)c(CC(INH3+)C(=0)[O-DelC(O)(CO)C

607 | O1CCOB1OCCCNC(=[NH2+])N 645 | O1CC2N(C3=C(N=C(NC3=0)N)NC2)C1=0

608 | slc2c(nc1SCCCS(=0)(=0)[O-])ccec? 646 | O1C(CO)C(0)C(O)C(O)C1OCCCCeec

609 | O1C(C(0)C(0)C(0)C1CO)cl[nH]c2cc(cec2n])C 647 | O=C([O-])clccNCN)N)c(NC(=0)C)ccl

610 | O=C([O-])C(INH3+])CCCCC(=0)[0O-] P(OCIC(OP(=0)([O-D[O-DC(OP(=0)([O-)[O-

611 | P(0)(=0)([0-])CCN(0)C=0 648 | DC(O)C(OP(=0)([O-D[O-DCIOP(=0)([O-D[O-

612 | Iclc2cc(sc2ece )C(=[NH2+])N DE0)(O-DIO-]

613 | OB(O)clcec(ccl)C(=0)[O-] 649 Brclnc2¢c(nenc2N)n1C10C(COP(=0)([O-D[O-

614 | POOCCIOC(n2c3nenc(N)e3nc2)C(0)CIO)(=0)([O- DCEO)C10
1)CP(0)(=0)[O-] 650 [ [AsJ(SCC(INH3+])C(=0)[O-1)(=0)([0-DI[O-]

615 | [Cu]123[Cu]45[Cu]l[S+2]24[Cu]35 651 | O=C([O-])CIN(CCC1)C(=0)C

616 O1C(C(=O)[O-])C(O)C(O)C(O)ClO 652 SCCC(=O)N1CCCZC([nH]C3CZCCCC3)C1

617 | Ocleeceel-cTnH]e2e(cT)ee(cc2)C(=[NH2+DN)- 653 | S(OCCI0C(n2c3nenc(N)e3ne2)C(O)CI0)(=0)([O-
clececel D=NC(E=0)CIN)C

618 | OIC(CO)C(O)C(O)Clnlc2nenc(N)e2ecl 654 | Oclece(ce hCIC@H](INH3+))C(=0)N
S(CCNC(=0)CCNC(=0)[C@]1(0)[C@H](OP(OP(O 655 | 0=CIN(0)C(O)C)C(=0)[O-]

619 | CIC@HI20[C@@H](n3c4ncnc(N)e4nc3)[C@ @H]( 656 | OCLCCCINCE=O)C(OOIC(0)C(O)C(ONC=CAC(C)(C
0)[C@ @H]20P(=0)([0-])[0-])(=0)[0-])(=0)[O- JC)C=ONC1
DC1(C)C)C(=0)\C=C\c1cc(OC)c(0)c(OC)cl 657 | PLOCIOC(COIC(0)C(O)CINC(=0)C)(OP(OCCIOC

620 | S(CCC(SSCCO)CCCCC(=0)[0-])C[NH3+] (N2C=CC(=0)NC2=0)C(0)C10)(=0)[0-D(=0)[O-]

621 | OIC(OC20C(CO)C(0)C(0)C20)(CO)C(O)C(O)CIC 658 | [N+](CO#C
0OC(=0)CCCCCCC 659 | O=C([O-])CCclcce(cc])C

622 | O=CINC(=Nc2ncc(nc12)CO)N 660 | O=CICN(CCINC(=0)CINC(OCcleccec)=0)CC(C)

623 | POCCIOC(n2c3c(nc2)nenc3)C(0)C10)(=0)([O- CO)C(=0)CINC(OCcleceecH=0)CC(O)C
DIO-] 661 | SCC(NC(=0)CCC(INH3+])C(=0)[0-])C(=0)[O-]

662 | OC1C(INH2+]CC10)CO

624

SCC(INH3+]))C(=0)[O-]




663 | slc[n+](Cc2enc(ne2N)C)e(C)c1CCOP(=0)([O-D[O-] 699 | OCC(nlcc(ncl)C(=O)N)CCclc2c(ceel)ccec?

664 O1C(C(0)C(0O)CO)C(NC(=0)C)C(NC(=[NH2+])N)C 700 | P(=0)([O-D([O-C(INH2+]Cclcceccl)cleccecl
C1C(=0)[0-] 701 | Ocleece(N2N(C(=0)[C-](CCCC)C2=0)c2cccec)ccl
OC(C(INH3+])Cclcceeel)C(=O)NC(CC(C)C)C(=0)[ 702 | O=C([O-])C(INH3+])CCCC([NH3+])C(=0)[O-]

o P(=0)([O-1)([O-

666 | O=C([O-]))C(CC(INH3+])C(=0)[O-])C 703 | DC(F)(F)clcee(eel)CC(NC(=0)C)C(=O)NC1CCCC

667 P(OCclcne(C)c(O)c1CINH2+]CC(OP(=0)([O-D[O- N(Cc2ccc(cc2)-c2cceec2)C1=0
DO(E0)([O-DIO-] 704 | Iclec(ce(I)el1Oclec(e(0)cel)CC(=0)[O-]

668 | O1C(C)C(INH3+])C(O)C(O)C10 705 | O=CICCC2C3C(CCCI120)C1(C(CC(=0)CCH)CC3)C

669 S(=0)([O-])C(C(N\C=C\C=0)C(=0)[O- O1C(/C(=C/C2CC(0OC)C(0Oc3ccde(n(ced)C)ec3)CC2)
1(Cnlnnccl)C 706 /C)C(C)C(0)CC(=0)C(\C=CO\C)/C(O)C(CCcoo)2
P(OCI1CC(OCICO)N1C=CC(=0)NC1=0)(=0)([O- OC(0)(C(=0)C(=0)N3C(CCCC3)C1=0)C(CC200)

670 | pro- OoCC

671 S1CC(CC(0C)=0)=C(NC1C(NC(=0)Cclsccc1)C=0 707 | Oclcce(ecl)-clec2e3ce(cec2nel)cenc3
)C(=0)[O-] 708 | P(=0)([O-D([O-)C(=0)Nclccc(ccl)CC
O1[C@H](CN(CC[C@H]([NH3+])C(=0)[O- 709 | P(OCclc[n+]([O-])c(C)c(O)c1C=0)(=0)([0O-][O-]

672 | DO)[C@ @H](O)[C@ @H](0)[C@ @H]Inlc2nenc(N) 710 | IclceecclCS
c2ncl 711 | P(O)(=0)([O-])CC(=0)NO

673 | O=CINC(=0)NC=C1C O=C(NC(CCCC[NH3+])C(=0)Nclcccecl)C(CCCC)

674 | O1c2¢(C(=0)CClclcec(O)ccl)c(O)ec(O)c2 712 | CNNCC(CCCC)C(=O)NC(CCCC[NH3+])C(=0)Ncl

675 O=C(NC(CCclcccecel)CCC(=0)[0- cceeel
1)CCCCCCclcceecl 713 SIC(C)(C)C(NCIC(NC(=O)C(INH3+])clcce(O)ccl)

676 | O=C(NC)CCC([NH3+])C(=0)[O-] C=0)C(=0)[O-]

S(=0)(=0)([O- 714 | S(=0)(=0)([O-DCC(INH3+)C(=0)[O-]

677 | Dclec2e(c(O)c1\N=N\clcceceelS(=0)(=0)[O- 715 | O(CC(=0)C(C)C)clnc(nc2nc[nH]c12)N
De(Nelne(ne(m)N)N)ee(S(=0)(=0)[O-])c2 S(OC1C(0C20C(C(=0)[O-

678 Brclcce(ccl)-cln(ne(cl)C(F)(F)F)- DC(OC3OC(COS(=0)(=0)[O-
clcee(S(=0)(=0)N)cel DC(OC)C(OC)C30S(=0)(=0)[0-

679 | O1C2([N-]C(=0)N(C)C2=0)C(0)C(0)C(0O)CICO 716 DC(OC)C20C)C(OC(OC2C(OC)C(OS(=0)(=0)[O-
P(=0)([O-])([O- DC(OC2C(=0)[0-)OC2C(0S(=0)(=0)[O-

680 DCF)(F)clcee(ccl)CC(NC(=0)C(NC(=0)clccceel) DC(0OS(=0)(=0)[0-])C(OC2COS(=0)(=0)[O-
CCC(=0)[O-]))C(=0O)NC(Cclccc(cc)CP(=0)([0- DOC)C10S(=0)(=0)[O-]))COS(=0)(=0)[O-
DIO-DHF)C(=O0)N DEO0)(=0)[0-]

681 | P(OCC(0O)CO)(OCC[NH3+])(=0)[O-] 717 P(OCCIOC(N2C(=O)[CH-

682 P(OC10C(CO)C(O)C(O)CIF)(OP(OCC10C(N2C=C ]JC(=0)NC2=0)C(0)C10)(=0)([O-)[O-]
C(=0)NC2=0)C(0)C10)(=0)[O-)(=0)[O-] 718 0O1C(=0)C=C(C2CCC3(0)c4c(Ccco)c30)c2(c(c

683 Fclee2ne([nH]c2cc1 C(=[NH2+])N)- C(0)CC2)CC4)C)[CH-]1
clceec(OCC(O)O)c10 719 | [Hg+]C

684 | SCP(0)(=0)[0O-] 720 | O=C(NC1CCCCCIl)NCCcCccccecececce

685 [nH]1c2c(nenc2N)cecel S(Cclcee([N+](=0)[O-

686 | [se]lc2c([nH]cc2CC(INH3+])C(=0)[O-])ccl 721 | Dec)CC(NC(=0)CCC(INH3+])C(=0)[O-

687 | O=CINC(=0)NC=CI1C#C DCEO)NCC(=0)[0-]

688 | P(Oc1c2NCCCc2cccl)(=0)([O-][O-] 722 | OCCC(=0)[O-]
P(OCC10C(n2c3nenc(N)c3nc2)C(0)C10)(OP(OCC1 793 | SCOCC(INH3+DC(=0)[O-

689 | OC([n+]2cc(ccc2)C(=0)N)C(0)C10)(=0)[O- D(=0)(=0)CCCCCCCCCCCCCCCC
D(E=0)[0-] 724 | S=C(Nclcccec)N

690 O(Cclceeec])C(=0)NC(CCCNC(N)N)C(=O)NC(C(= 725 | O(C)clcec(OC)cclCelenc2ne(ne(N)c2c1C)N
0)C)C 726 | O=CINC(=NC(NC)=C1[N+](=0)[O-])N

691 | O=C1C2CC(CI1)CC2 727 | OCC[NH+](CC(=0)[O-])CCO

692 | P(OC1C(O)C(0)C(0)C(O)C10)(=0)([0-D[O-] 728 | C(CCCCCCcOo)cceeccec

693 P(OCC(0)C(0)C(O)CNclcceec1C(=0)[0-D(=0)([O- 729 | O1CC(0)C(0)C(O)C1IOCICCNC(=0)C10
DIO-] 730 | O=C([O-])/C(/N)=C/C
SIC2N(C(C(=0)[O- 731 P(OCI10C(C)C(0O)C(0O)C10)(OP(OCCI0OC(N2C=C(

694 | DCI(C)C)C(=0)C2NC(=0)CCCC(INH3+])C(=0)[O- C)C(=0)NC2=0)CC10)(=0)[O-])(=0)[O-]

] 732 | Clclcee(ccl)C(=0)[0-]

695 | O(CCOCCOCCOCCOCC)ccoccoccocco 733 | SIC20C(CO)C(0O)C(O)C2N=CI1C

696 | C1CCCCCl1 734 | OCC(INH3+])(CO)CO

697 | [NH2+](CCCCINH3+])CCC[NH3+] 735 | SC(CCCCC(=0)[0-])CCS

693 Clclce(ce(Chel)CNC(=0)clcc(- 736 | O(C)cleec(O0)ccecl1O
n2nc3c(nc(nc30)N)n2)ceel 737 | O1C(CO)C(0)CC(0)C10CCCCCC




738

0=C([0-])C([NH3+])CCC=0

SC(Cclcceecl)C(=0)NC(Cceleccec1)C(=0)NC(Ccelc

739 | Clclec(Cleecl1Ocleec(OC(C(=0)[0-])C)ccl 779 cc(0)cec1)C(=0)[0-]

740 | O=C(N)CCCCCCC\C=C\CCCCCCCC 780 | [S-I\C(=[NH+]\CCCC([NH3+])C(=0)[O-])\N

741 | nlcen(C)elC 781 O(O)CI(N=C2N(C=C(NC2CC2CCCC2)c2ccc(O)cc2

742 | S(CCC(INH3+])C(=0)[O-])C(F)(F)F )C1=0)Cclcec(O)ecl

743 | 0=C([0-])C(INH3+])CCCCNC(=0)[O-] 782 | P1(OC(CO)(C)C(0)COP(01)(=0)[0-])(=0)[O-]

744 | EC(F)(F)clcce(NC(=0)C(C(0)C)C#N)ccl Brclnc2c(nenc2N)n1C10OC(COP(OP(OCC20C([n+]3

245 | O(CCCCCCOeleee(cel)C(=[NH2+])N)elcee(cel)C( 783 | cc(cee3)C(=0)N)C(0)C20)(=0)[O-])(=0)[O-
=[NH2+])N DCO)CIOP(=0)([O-D[O-]

746 | O=CC(N)Ccl[nH]cncl Clc1c20C(=0)C(NC(=0)c3cc(CC=C(C)C)c(O)cc3)=

247 | PLOCCCNIC2=C(NC(=0)NC2=0)N(CC(0)C(0)C( 734 | CUIO-
0)CO)C1=0)(=0)([0-D[O-] 1c2ccc10CTOC(C)(C)C(OC)C(OC(=0)c2[nH]c(cc2)

748 | P(OC(0)C(N)C(=0)[0-)(=0)(|0-D[O-] €10

749 | POOCCINH(C)O)CO)(=0)([O- 785 | SIC(0)c2c(OC1IN)ccec2
)CCC(OC(=0)CCCCC)COC(=0)CCCCC 786 | POCCCNIC2=C(NC(=0)NC2=0)N(CC(O)C(0)C(

750 | olc(nnclC(C)(C)C)C(=0)C1[NH2+]CCCl 0)CO)C1=0)(=0)([O-DI[O-]

751 | 0=C(]O-])CCCCCCCCC 787 | [Hg]elecc(ee)C(=0)[O-]

752 | [Cu+2](0)(O)(nlcencl)(nlcencl)(nleencl)nlcencl 788 | S(OCICOC(=CCI10)C(=0)[O-N(=0)=0)[O-]

753 | O=C g9 | S(Celecece)CC(NC(=0)C(NC(=0)N1CCOCCI)Ce

254 | Ofelec(eec0C)CI(CCC(CCC(=0)[O- leceee)C=0
DC#N)C1CCCCl 790 | [NH+](CCC=C(C)C)(C)[C@H]1CCC(=CC1)C
01C(CC(0C)C(CCC(=0)C(C(OC)C\C=C\N(CO)C)C 791 | O1C(CO)C(O)C(O)C(O)CI0

755 | )CO)C(CC\C=C/c2occ(n2)-c2occ(n2)- 792 O1C(C(0)C(0)CO)C(NC(=0)C)C(O)C=C1C(=0)[O-
c2occ(n2)C(OC)C(C)C(=0)CC(0)CC(0)CC1=0)C 1

756 | SC10C(CO)C(0)C(0)C10 793 | O=C(NCC(INH3+])C(=0)[O-])clcceccl

257 | OCICCC2C3C(CCCI2C)ele(CCICCCCCCCCCCC( 794 | O=C([O-DCCC(O)C
=0)N(CCCC)C)cc(O)ccl 795 | P(OCC(N)Ccl[nH]enc1)(=0)([O-D[O-]

758 | SCC(0)CO 796 | P(0)(=0)([0-])CCCC

259 | Clelec2[nH]e(ce2ec] C(=[NH2+])N)-clecce(- 797 | O=C([O-Delcc2e([nH]ec2)ec INC(=0)C(=0)[O-]
c2cceec2)clO P(=0)([O-D([O-Delcc(cecc10CC(=0)[0O-

760 | O1C(CO)C(0)C(0)C10CIC(0)C(OCC10)0 798 | DCC(NC(=0)C)C(=0)NC(C)clee(C(=0)N)c(0CC2C

761 | O1C(C)C(0)CCCI10 CCCC2)ccl
[Ru+2]123(N4C(C=C(C=C4)CCCCCCCCC(=0)NC4 799 | Breleec(OCCCON2C(N=C(INH+]=C2N)N)(C)C)ccl

260 | C3CCOCCACC(C5)C6)=CAN1C=CC(=C4)C)(N1C(= 800 | O(C)clee(cecl)-cl[nH]c2¢c(nl)cccc2C(=0)N
C4N2C=CC=C4)C=CC=C1)N1C(=C2N3C=CC=C2) 801 | O1C(C[NH+](CC1C)CCCCCCCCNC=0)C
C=CC=CI P(OC10C(C(=0)[O-

763 | slc2necec2ec1C(=[NH2+])N 802 | DC(O)C(O)C10)(OP(OCC10C(n2c3N=C(NC(=0)c3

264 | Slecccl SCC(C(CC(C)C)C(=0)NC(Cclcececl)C(=0) nc2)N)C(0)C10)(=0)[O-)(=0)[O-]

NC)C(=0)NO S(S)CCNC(=0)CCNC(=0)C(0)C(COP(OP(OCC10

765 | OC1CCC2C3C(CCC12C)C1(C(CC(0)CC1)CC3)C 803 | C(n2c3nenc(N)e3nc2)C(O)C1OP(=0)([O-])[O-

766 | O=C(Cclcccec])C(=0)[0-] DEO)O-DEOO-DIOC

267 | POOCCIOC(n2¢3c(nc2)nenc3N)C(0)C10)(=0)([O- 804 | O=C([O-DC(INH3+)(CC(CO)O)C
DIO-] 805 | OC(C(CC(=0)[0-DC(=0)[0-N(C(E=0)[0-DC

768 | O=C([O-])C(INH3+])CCCN\C(=[NH+\CC=C)\N 806 | O=C(C(C)O)C(=0)[O-]

769 | Oclccc(cecl)CCC(=0)[0-] g07 | OC(C(INH3+])Celeceee)C(=0)N1CCCCIC(=0)N1

770 | O=C([O-])C(=0)[O-] CCCCIC(=0)NC(C(=0)N)C

771 | O=CINC(=NC=2NCC(NC1=2)C(O)C(O)C)N 808 | OCCC(=0)C

775 | Oelece(NC(=0)\C=C(\C=C\C=C(\C=C\C=2C(CCCC go9 | O1C(COXCO)IC(0)C(0)CIOCIC(O)C(0)C(ONCIC
=2C)(C)C)/C)/C)ccl o

773 | OC1CCC2C3C(CCC12C)C1(C(CC(0)CC1)CC3)C g10 | PCOCIOC(CO)C(F)C(O)CI0)(OP(OCCIOC(N2C=C
Clc1c20C3c4c(C5=CC=CC350C30C(C)(C)C(INH+ C(=0)NC2=0)C(O)C10)(=0)[0-N(=0)[O-]

774 | 1(C)C)C(0)C30)ce(ce4)C(OC(=0)c3ec(OC)ec40C(= g1 | OCEO)COWN=C(CI(CCl)elec2ne(n(e2ec)C)CNe
C)C(=0)Nc34)COC(=0)CC(INH3+])c(cc20)cl LIeee(eceHC(=[NH2+])N)\cIncecc1)CC
[Zn]123[N+]4=C5C=c6n1c(=CC1=[N+]2C(=Cc2n3c( S(CCNC(=0)CCNC(=0)C(0)C(COP(OP(OCC1OC(

775 | C=C4C(C=C)=C5C)c(C)c2C=C)C(C)=C1CCC(=0)[ g1z | n2e3nenc(N)e3ne2)C(O)CIOPE0)(O-DIO-
0-])c(CCC(=0)[0-])c6C DEO)[O-)(=0)[O-

276 | SIC2N(C(=0)CINC(=0)CCCC(INH3+])C(=0)[O- DIOO)CE=ONC=C\clece(N(C)C)ecl
1)C(C(=0)[O-])=C(C1)C 813 | O=CINC(=O)NC(NCC(O)C(0)C(0)CO)=CIN=0

777 | Ocleec(ccl)CCCCCCC 814 | O(C)clce2[nH]enc2ccl

778 | P(OCC[N+](C)(C)C)(=0)([0O-]D[O-] 815 | Clcleec(ccl)CIN(C(=0O)N2CC[NH2+]CC2)C(=NClc




1cce(Cl)eel)cleec(OC)ec10C(O)C 857 | O=C(JO-)HC\C(=C\C(=0)[O-D\C(=0)[0O-]

316 Iclcc(cc(Del[O- O(C(C)(C)C)C(=0O)NC(Cclcceee)C(=0)CC(Cclcee
CC(NC(=0)C)C(=O)NC(C(O)C)C(=0)[O-] 858 | cc1)C(=O)NC(CCC(=O)N)C(=0O)NC(Cclcccecl)C(=
O1[N- O)N

817 | ]C(=0)C2=C1CCCC=C2C[C@H]([NH3+])C(=0)[O- 859 P(OC10C(CO)C(0O)C(O)C10)(OP(OCC10C(N2C=C
] C(=0)NC2=0)C(0)C10)(=0)[O-N(=0)[O-]

318 S(CC(NC(=0O)CCC(INH3+])C(=0)[O- 860 | O=C/INC(=N\C\1=C\1/CCNC(=0O)c2[nH]ccc/12)N
])C(=0)NCC(=0)[O-]))CO 361 O=CINC(=NC=2NCC(N(C1=2)C)CNclccc(cc1)C(=

8§19 | O=C(N)CC O)NC(CCC(=0)[O-))C(=0)[O-)DN

820 | O=C([O-D[C@]([NH3+])(CC)C 862 | OC(CC(=0)[O-)(CC(=0)[O-])C

821 S(=0)(=0)(N)clcee(ccl)C(=0O)NCcelcee(F)cclF 863 O=CN(C(C)clccceel)C

822 | O=C([O-])C 864 | OC[C@ @H]([NH3+])C(C)C

823 S(CC(NC(=0O)CCC(INH3+])C(=0)[O- 865 | O=C([O-])C([NH3+])CCC=0
DC(=0)NCC(=0)[O-])C1c2c(-c3c(ccec3)C10)ccec2 866 | O=CINC(=NC=2NCC(=NC1=2)C(O)C(O)C)N

824 P(OCC10C(n2c¢3ncnc(N)c3nc2)C(0)C10)(0OC(=0)C 367 S(=0)(=0)(NC(CCH#HCCOC)C(=0)[O-])clccc(ecl)-
(N)Cc1[nH]cnc1)(=0)[O-] clcee(OC)cecl

825 | O=C(JO-])C(=N)C [Co]123n4c5C=c6nlc(=Ccln2c(C=c2n3c(=Cc4c(C)c

826 | O=C(NC1CCCCCI1)NCCCclcceecl 868 | SCCC(=0)[0O-])c(CCC(=0)[O-])c2C)c(CCC(=0)[O-

827 Brclcc(cce(- 1)c1C)c(CCC(=0)[0-])c6C
c2[nH]c3c(c2)cc(cc3)C(=[NH2+])N)c10)C 369 O(C(=0)C(Cclcc(cec1)C(=[NH2+])N)C(NC(=O)clc

828 | O=C([O-])C([NH3+])C#C cc(ccl)-clec(cecl)CINH3+])C)C

829 | [VI(O[V](O)O)(O[V](0)0)(O)O 870 | O=CIN2C(CCC2)C(=O)NCICCC[NH+]=C(N)N

830 | O=C(JO-)CCCCCCC\C=Cc\ceeecece 871 [As+](clcccecl)(clcececl)(clceeceel)cleceecl

831 | O=C([O-])CCC([NH3+])CC 872 | Fclce(cec10)C[C@H]([NH3+])C(=0)[O-]

832 | OCCC(INH3+])(CCO)CCO 873 | O1C(CO)C(0)C(O)CInlc2ncnece2nel

833 S(=0)(=0)(NC(Cclcc(cec1)C(=[NH2+])N)C(=O)N1 874 | [Hg](DI
CCCCCI1C(=0)[O-]clcc2e(ccl)ceec2 875 | Fclcc(F)ceclCO

834 Oclc2c(cccl [C@ @H](CC)C)ccle(C(=0)C[C@ @H]( 376 P(OCCI1OC2(IN-]C(=O)N(CCCC(N(O)CO)C(=0)[O-
CH[C@H](OC)C(=0)[C@ @H](0)[C@H](O)C)c20 1C2=0)C(O)C10)(=0)([O-D[O-]

335 O1C(CO)C(OC20C(CO)C(O)C(O)C20)C(O)C(O)C1 O=C([O-
OCIC(O)C(O)C(0C1CO)O 877 DCCc1c2[nH]c(Ce3[nH]c(Cc4[nH]c(Ce5[nH]c(C2)c(

336 O=C(N)c1cc(N2CC2)c(IN+](=0)[O- CCC(=0)[0-1)c5C)c(C)c4CCC(=0)[O-
Deccl[N+](=0)[0-] Nc(C)c3CCC(=0)[O-])cl1C

837 | O=C([O-])CCCCCCC\C=C\CCCCcCC 878 | Oclc(ccecc1O)C(=0O)N

338 OCI1CC(O)C\C(=C\C=C\2/C3CCC(C\C=C\C=C\C(O 879 | OC[C@ @H](O)[C@ @H](O)CO
)(CCO)CC)C)C3(CCC2)ON\C1=C 880 | [PH](OC(C)C)(OC(C)C)=0

839 Oclnc(nc2clcc(cc2)CC(C(=0)[0- 881 [Mo+9]([O-D([O-D[O-]
Dclcee(cc1)C(=0)NC(CCC(=0)[O-)C(=0)[O-])N S(C(=0)CC(=0)[0O-

840 | Clc1c2c(CCC[NH2+]C2)ccc1Cl 882 DCCNC(=0)CCNC(=0)C(O)C(COP(OP(OCC10C(n

841 | P(OCC(O)C(O)C(O)C(=0)CO)(=0)([O-DH[O-] 2¢3ncenc(N)e3nc2)C(0)C1OP(=0)([O-D[O-D(=0)[0-

842 SCCCNC(=0)C(NC(=0)CNC(=O)C(NC(=[NH2+])N DEOIO-HIO)C
)C1CCCCC1)C 883 | O1C(C(0)CO)C(O)C(O)C(O)C10

843 CIC=1CCC2N(C(=0)C2NC(=0)C([NH3+])c2cccec?) 884 | [nH]1c2c(ccec2)ecl
C=1C(=0)[O-] 885 | Oclcce(ccIN)C

844 | O=C(CCC([NH3+]))C(=0)[O-])C 886 | O=C(N)C([NH3+])Cclc2c([nH]c1)ccee2

845 | SIC\C=C(\C=C)/C)(C)C([O-]))=C(C)C1=0 887 | O=C([O-])C(C(INH3+])C(=0)[O-])C

846 | O1C(C(=0)[O-)HC(OC)C(O)C(O)C10 888 | O=C([O-])C(CC(=0)[O-])CC(=0)[O-]

847 | Oclcc2c(CCC2[NH2+]CC#C)ccl 389 O1[C@H](CO)[C@ @H](O)[C@H](O)[C@ @H](O)C

848 | S=CINC(C(C(OCC)=0)=C(N1)C)clcc(O)cccl 1=0

849 | O(CCOCCOC)CCOCCO gop | PLOCCIOC(n2e3N=CNC(=0)c3nc2)C(O)C1O0)(=0)(

850 | Clcleec(NC(=0)Nc2cee(cc2)C(=[NH2+])N)ccl [O-D[O-]

851 | S(CC(INH3+])C(=0)[O-])CC(=0)[O-] 891 | O1C(CO)C(O)C(O)Clnlc[nH+]ccIN

852 | O=C([O-])C=0 892 | O(Cclcceecl)C=0

853 | O=C([O-]CcCccC 893 | O=C(N)clcc(cc(c1)C(=0)[O-])-clcec(ecl)-cleccccl

854 | OC1C(0)CC(C=C1[O-])C(=0)[O-] 894 | OC(CC(=0)[O-])CC(=0)[O-]

855 | OC(CO)C 895 O1C[C@H]20[C@ @H](0)[C@ @H](O)[C@ @H](O)
0=CIN[C@ @H](CCCC(=0)[O- [C@ @H]20[C@]1(C(=0)[O-C

356 )C(=0)N[C@ @H](CCC\N=C(\NC(=O)C)/N)C(=0) 896 | Clclcee(C(=0)[0-])c(N)c10
N2[C@H](CCC2)C(=0)N[C@H]2C[C@ @H](O)N([ 897 Iclc2c(nenc2N)n(cl)[C@ @H]10[C@H](CO)[C@ @

C@H]1Cc1[nH]enc1)C2=0

H](O)[C@H]10




olcc(cc])C(=0)N[C@ @H](C(C)C)C(=0)N[C@ @H]

P(OC[C@ @H](OC(=0)CCCCCCC\C=C/CCCCCC)

898 | (C(C)C)C(=0)N[C@ @H](CC(C)C)C(=0)N[C@H](\ 923 | COC(=0)CCCCCCC\C=C/CCCCCCCC)(=0)([O-
C=C\C(OCC)=0)C[C@ @H]1CCNC1=0 DIO-]
899 [nH+]1¢c2¢(CCCC2)c(NCCCCCCCCNc2c3c([nH+]cc 924 | Clclce(Nc2ceeeec2C(=0)[0-])cc(Chc1000
2)cccc3)c2clceec2 925 O=CIN=C(NC=2NC[C@ @H](N(C1=2)C)CNclccc(c
900 | [MH+]1c2¢(CCCC2)e(NCCCCCCCCINH3+)e2eleee ¢1)C(=0)N[C@ @H](CCC(=0)[0-])C(=0)[O-])N
c2 926 | OlC@HI2[C@H](OC[C@H]20c2cce(ce2)C(=[NH2
01[C@ @H]2[C@H](NC1=0)clc(cceel)[C@ @H]2C +])N)[C@ @H](Oc2cc(cec2)C(=[NH2+])N)C1
901 | 1=CN[C@ @](Cc2ccecc2)(C[C@H](0)[C@ @H](NC( O[C@ @H]1CC(C[C@ @H](0)C1)=C\C=C/1\C2CC|[
0OCCOCC)=0)Cc2ccecc2)C1=0 927 | C@H]([C@ @H](CC#CC(0)(C)C)C)[C@]2(CCC\1)
002 | OLIC@HI2N3C=CC(=0)N=C30[C@H]2[C@H](O)[ C
C@H]1CO 928 | slc2c(ncl)C([O-])=C(CCCCCCCCCCC)C(=0)C2=0
01[C@ @H]2[C@H](N=CIN(C)C)[C@ @H](0)[C@ 929 | S(=0)(=0)([0O-])Ncln(nc(cl)-cleceecl)C
903 | HI(O[C@@H]IO[C@H](CO)[C@@H](O[C@@H]3 01C(C)C(NC(=0)c2ncccc20)C(=0)NC(CC)C(=0)N
O[C@H](CO)[C@@H](0)[C@ @H](0)[C@H]3NC( 930 | 2C(CCC2)C(=0)N(C)C(Cc2ccecc2)C(=0)N2C(CC(=
=0)O)[C@ @H](0)[C@H]INC(=0)C)[C@H]2CO 0)CC2)C(=0)NC(c2cccec2)C1=0
904 | [NH2+](CCCNCCC[NH2+]CC)CCC 931 | Oclc2e(ceel)C(=0)cle(C2=0)c(O)ccel
905 | BrCCCCCCO 932 | O=C(NNC(C)C)clcencel
906 | O=C([O-D[C@ @H](INH3+])Cclcce(ccl)-cleceecd 933 | O=C(NNCCC(=0)NCclcccecl)cleencel
OB(0)[C@H](NC(=0)[C@ @H](NC(=O)CC[C@H]( 934 | [NH+](=C(\[NH+]=C(N)N)/N)/CCCC
907 | NC(OC(C)(C)C)=0)C(=0)[0O- 935 | Brclcec(ccl)C(=CC[NH+](C)C)clceencl
DCCCCNC(OCclcccec)=0)C O(C(=0)CO)[C@ @H]1[C@ @]2([C@H]([C@H]3[C
908 | Clclec(eccl1Cl-cle([nH+]c(nc IN)N)C 036 | @HICC)[C@@]2([C@H](C[C@H](OC(=0)O)[C
909 | O(CCCIC@H]ICIC@](0)(CIC@ @H](0)[C@@H]I @ @H]([NH+]4CCCCC4)C2)CC3)C)C[C@ @H]1 [N+
0)C(=0)[O-])clccccecl 11(CCCCC1)CC=C)C
S(\C(=N/OS(=0)(=0)[O- 937 | [NH2+]=C(N)N1CCc2c(Cl)ccec2
910 | ])\Cclecceel)[C@ @H]1C[C@H](CO)[C@ @H](0)[ olencel-
C@H](O)[C@H]I0 938 | clcec(NC(=0)Nc2ce(cec2)CNC(O[C @H]2CCOC2)=
S(O[C@H]1[C@ @H](0)[C@H](O[C@ @H](OC[C@ 0)cc10C
911 | HFINC(=0)CCCCCCCCCCCCA\C=C/CCCCCCCO)| 939 | Brelec2N=CN(CC(=0)CC3[NH2+]CCC[C@H]30)C
C@H](0)\C=C\CCCCCCCCCCCCC)[C@@H]10)C (=0)c2cclCl
0)(=0)(=0)[O-] 940 Clclcecccl-
0=CIN[C@ @H](C)C(=0)N[C@ @H](CCC(C[C@ @ clnc(sc1)NC(=0)cIn(c2c(c1)ccec2)CC(=0)[O-]
H]([C@ @H](OC)Cc2ccecc2)C)C)[C@H](C)C(=0)\N 01c2n(CCCl)cle(ceeel)c2C(=0)NCC1CC[NH+](C
912 | =C(/CCC(=0)N(C)[C@ @H](C)C(=0)N[C@H](C)C( %1 | cheece
=0)N[C@ @H](CC(C)C)C(=0)N[C@ @H](C(=0)[O- 01[C@H](CO)[C@ @H](0)[C@H](0)[C@ @H](0)C
DIC@@H]IC\C(=0)[O-] 942 | 1nlc2ce(O)cec2e2e3c(c4ese([nH]cdc12)cc(0)ec5)C(
913 | SEOEONCCCCIC@H](NH3+])C(=0)[O- =0)N(NC(C0O)C0)C3=0
Dele2e(ecel)e(N(C)C)eec2 943 | O(C)clne(O[C@ @H](C(OC)(c2cccec2)c2eecce2)C(=
O1[C@H](CO)[C@ @H](O)[C@H](O[C@ @H]20[C 0)[0-])nc(OC)cl
914 | @HICCOJIC@H|(O)C@H](O)[C@H]20[C@ @H]2 g4q | 01€2e3¢(0C(=0)C=C3CCC)c3c(O[C@H](C)[C@ @
O[C@@H](C)[C@@H](0)[C@@H](0)[C@@H]20 H](C)[C@ @H]30)c2C=CC1(C)C
)IC@ @H](N[C@@H](0)C)[C@ @H]10 945 | OLC@@H]ICC(C[C@@H](0)C1=C)=C\C=C/1\[C@
915 | OUIC@HI(CO)C@H|(O)[C@H](0)[C@@H]O)[C @H]2CC[C@H]([C@H](CC)C)[C@]2(CCC\1)C
@@H]10CCCCCCCCC(OC)=0 S1SCC(NC(=0)C(NC(=0)C(NC(=0)C(NC(=0)C(N
916 | OIC@H]IC[C@H2[NH+]([C@H](CC2)[C@H]IC( 946 | CEOICINC(=0)C(INH3+])Ce2cccce2)C1)Celeee(O
00)=0)C )ec1)Cele2e([nH]el)ecec2)CCCCINH3+])C(C)C)C(=
917 Brclee(cec10)C1(OC(=0)c2c3cleccc3e(Cl)cc2)celec( O)NC(Cclc2c([nH]c1)ceec2)C(=0)N
Br)c(O)ccl 947 | O=CIN(COCO)[C@@]1(C[C@ @H]IC[NH3+])clce
918 S(=0)([O- ccel
)(=NclInn[nH]n1)clcc2c(Oc3c(ccee3)C2=0)ccl 948 | O(CCC)clec2[nH]e(nc2cc1)NC(OC)=0
919 | SCCIC@H]INC(=0)CC[C@H](INH3+])C(=0)[O- 949 | Clele(OC)e(ceeIN)C(=0)NCIC2CCCINH+](C2)CC
DC(EONCC(=0)[0-DC 1
S(=0)(=0)(N1CCC[NH2+]CC1)clc2e(cecl)C(=0)N 0O(C)clec(cec10C)C(=0)NCelecc(OCCINH+](C)C)e
920 C=C2 950 ol
Ic1e(C(=0)[O- CIC(CD)=CC1C(C)(C)C1C(OCclcc(Oc2cccee2)cecl)
921 | De(Dee()eINC(=0)CCCCC(=0)Ne 1 ¢(I)e(C(=0)[0- 951 | g
De(@eell 0=C(Nclcc2e(cel)C(CCC2(C)C)(C)C)elece(cel)C(=
slce(nel C)CNICCN([C@ @H](C(C)C)C(=0)N[C@ 52 1 oy0]]
922 | HI(JC@H](O)CN(S(=0)(=0)c2ccc(cc2)\C=N\[O- 953 01[C@H](CO)[C@ @H](0)[C@ @H](0)[C@ @H]1n

DCC(C)C)Cc2cccec2)C1=0

1c2nenc(N[C@ @H]3CCOC3)c2nc




Clclcce(cecl)C1=CC(=0)N(c2clcc(cc2)[C@](INH3+]

CIC12C(C3CC(C)C(0)(C(=0)CO)C3(CC10)C)CCC

954 )(clcee(Cheel)cln(encl)C)C 976 1=CC(=0)C=CC12C
955 | O=CIN=C(N)C2N1C2 977 O(CCC[NH+]1CCCCCl)clec2nenc(N3CCN(CC3)C(
956 O1[C@H](C(=0O)NCC)C(0)C(O)[C@@H]1nlc2nc(n =0)Nc3cec(OC(C)C)ee3)c2cc10C
¢(N)c2nc1)C#CCC1CCC(CC1)C(0OO)=0 978 O=C(N[C@ @H](Cclc2c([nH]c1)cccc2)C(=0)[O-
957 | Feleceeel-clone(nl)-clee(cec])C(=0)[O-] DCC[C@ @H](INH3+])C(=0)[O-]
958 CIC(=NOC[C@H](O)C[NH+]1CCCCCl)clccc[n+]([ 979 O1[C@ @H]2[C@]34CC[NH+]([C@H](Cc5c3clc(O)
O-])cl ccH)[C@]4(0)CCC2=0)CCICC1
959 O1[C@ @H]2[C@]34CC[NH+]([C@H](Cc5c3clc(O) 980 O1[C@ @H]2[C@]34CC[NH+]([C@H](Cc5c3clc(O)
ccH)[C@]4(0)CCC2=0)CCICC1 ccH)[C@]4(0O)CC[C@ @H]20)CCICCC1
960 | [Mo-2]([SH2+])[SH2+] 081 Clclece(cec1C1ICCCCCH\C=C/C[NH+](CCO)C1CCCC
SI[C@H]2[C@ @H]3N([C@H](c4c2c(OC(=0)C)c(c Cl
961 20C0c24)C)COC(=0)[C@ @]2(NCCc4cc(0)c(OC)c 982 | S(SCCNC(=0O)CC[NH3+])CCNC(=0O)CC[NH3+]
c24)C1)[C@ @H](O)[C@H]1[NH+]([C@ @H]3c2c(c 083 S(O[C@ @H]1CC2=CC[C@H]3[C@ @H]4CCC(=0)[
¢(C)c(0C)c20)C1)C C@]4(CC[C@ @H]3[C@]2(CC1)C)C)(=0)(=0)[O-]
0O1c2c3c(ccec30[C@ @H]30[C@H](C)[C@H](0)[C 084 [Si](CCclc2c(nc3clccec3)C=1N(C2)C(=0)C2=C(C=
962 @ @](0)(C)[C@H]30[C@H]30[C@H](C)[C@H](O 1)[C@ @](0)(CC)C(0C2)=0)(C)(C)C
)J[C@H](OC)[C@H]3[NH3+])c(O)c3c2- 985 | O=C(N(C1CC[NH+](CC1)CCclcccecl)cleccecl)CC
c2c(c(ccc20C3=0)C)C1=0 986 | O=C(N)clcc2c(ncl)ccec2
963 0=C(C[C@ @H]1[NH+](C)[C@ @H](CCC1)C[C@H 987 | O(C(=0)C(=0)C)CC
1(O)cleccecl)elececcl 988 | [NH3+]CCcl[nH]cncl
964 | FCEF)Oclecc(ccHCO[C@H]ICn2ee([N+](=0)[O- og9 | ©1c2c(cclC(=0)N[C@H]1C3CCINH+](CC3)[C@H]
1)nc20C1 1Cclccencl)ecec2
965 FC(F)(F)C1=CC(=0O)Nc2clcc(N1[C@ @H](CC[C@ 990 OC[C@H](Nc1nc(NCc2cceee2)c2nen(c2n1)C(C)C)C
@H]1[C@ @H](O)C(F)(F)F)C)cc2 C
01[C@ @H]2C[C@H](0)[C@@]3([C@H]([C@H]( slecce 1 C[C@H](NC(=0)CNC(=0)CIN(C[C @H](O)
OC(=0)edcceced)[C@]4(0)C[C@H](OC(=0)[C@H] C1)C(=0)CIN(CCC1)C(=0)C(NC(=0)[C @H]([NH3
966 | (0)[C@@H](NC(=0)c5cecees)eSeeeceS)C(=C([C@ 601 | +DCCCINHH]=CN)N)CCCINH+]=CN)N)C(=O)N[
H](OC(=0)C)C3=0)C4(C)C)O)[C@]2(0OC(=0)C)C1) C@H](C(=0)N1Cc2¢(CCIC(=0)N1[C@ @H]3[C@H
C J(CCIC(=0)N[C@ @H](CCC[NH+]=C(N)N)C(=0)[
967 Brclcc(F)c(Ne2nene3ce2cec(OC)c(OCC2CC[NH+](CC 0-])CCCC3)ccec2)CO
2)C)e3)ecl 992 FC(F)(F)COclccecc10CC[NH2+][C@ @H](Cclcc(c
968 slce(ncl-clec(OCC)c(OCC)ccl)- 2N(CCc2c1)CCCO)C(=0O)N)C
clnc(eec)C(=0)[O-] S([C@H]1C[C@H]([INH2+]C1)CNS(=0)(=O)N)C=1
969 Brclcc(F)e(ccl)CN1C(=0)[C@ @]2(n3c(ccc3)C1=0) 993 | [C@@H]([C@H]2N(C=1C(=0)[O-
CC(=0)NC2=0 NC(=0)[C@@H]2[C@H](0)C)C
970 | O=CICIC@ @H](O)[C@H](\C=C\CC(O)(CCCOON 994 | Clelee2e(N(CCC[C@H]20)C(=0)c2cee(NC(=0)c3e
C@H]1CCCCCCC(0C)=0 ccec3C)ec2C)ecl
971 | [NH3+]CCcl[nH]cncl 995 | Clc1cc2C3C(c4c(Oc2ccl)cceccd)CN(C3)C
972 | [CI+]([O-D[O-] 996 F\C=C\1/[C@H](O)[C@H](O[C@H]/IN1C=CC(=N
973 Clclce(Ne2nenc3c2ec(NC(=0)C=C)c(OCCCN2CCO C1=0)N)CO
CC2)c3)ccclF 997 | olccecc1CNC(=0)clcccccIN(C(=0)COclcccecl)C
O(CCOCCOCCOC)clcc2=NC=C3N=C(C=c4[nH]c(= 993 | S(Oclece(cel)CCOClcee(ccC[C@HI(OCC)C(=0)]
974 | CC5=NC(=CN=c2cc10CCOCCOCCOC)C(C)=C5CC 0O-1)(=0)(=0)C
CO)c(CO)c4COYC(CCCO)=C3C 999 | OIC@H]I[C@ @H](C(NC(=0)C)C(CC)CC)[C@HI(
CIC(C1)C(OCI(CC[C@H2[C@H]3[C@ @H]([C@ @ NH+]=C(N)N)C[C@ @H]1C(=0)[O-]
975 | H(C(=CC(=0)C=C4)CC3)C)[C@ @H](O)C[C@]12C 1000 | Fclcec(cecl)CNel [nH+]c(N)e(NC(OCC)=0)ccl

)C(OCO)=0)=0




Supplemental Table 12: random sample from PubChem database representing small organic compounds without
drug related properties and without subcellular localization information. Structure is presented as the Simplified
Molecular Input Line Entry Specification string of the major microspecies at pH 7.4, as calculated by ChemAxon.

ID | Chemical Structure 12 | ONclec2Cc3c(-c2ccl)ccec3
1 O1[C@](O[C@H]20[C@H](CO)[C@ @H](O)[C@H]( 13 | C(CCCCCCcceeoceeeecececce
0)[C@H]20)(CO)[C@ @H](O)[C@H](0O)[C@H]1CO 14 | FC(F)(F)C(=0)CCCCCCccccecceececece
2 O1c2cc(cec20C1)C=CC(=0)[0O-] 15 | N(=N\clccc(N(C)C)ecl)/clee(cecl)C
3 OCC(=0)[0-] 16 | S(=0)(=0)(C(CC(=0)clcccecl)cleccecl)clecc(N)ecl
4 Fclec2¢(N(C=C(C(=0)[O- 17 | nlen(nel)Celecceccl
1)C2=0)C2CC2)c(OC)cINICC2C([NH2+]CCC2)Cl1 18 | [N+](CCCC)(CCC)(CCC)CCC
5 O=CICC[C@@H]2[C@ @H]3[C@H]([C@ @H]4CC| 19 | CICCOC(=0O)Cclcccceel
C@ @](0)(CH#O)[C@]4(CC3)CC)CCC2=CI 20 | [n+]12¢(-c3[n+](CCl)ccee3)ceec?
6 | S0)(E=0)([O-DCCI2CCC(CCI=0)C2(O)C 21 | [NH2+]1CCCCIC
7 O=CIN(CC(=0)Nc2cceecc2)C(=0)N(O)C1=0 22 | CIC(CHC(=0)Nclcec(cc])C
8 [NH+](IN)=C(N)N 53 | O1€2=CC(=[N+](CC)CC)C=CC2=C(c2clcc(N(CC)C
9 O1C2C34C(C([NH+](CC3)C)Cc3c4clc(OCC)cc3)C=C C)cc2)clcceec1C(=0)[0-]
C20 24 | FC(F)(F)C(=0)CCCC=CCC=CCC=CCC=CCcCccCcC
10 | PI(OC2C(O1)C(OC2CO)n1c2nenc(N)e2nel)(=0)[O-] 55 | S(=0)(=0)(NCC(O)CNC(=0)C(CC(C)C)elec(ceel)-
11 S=C([S-])N(O)C clcccecl)clnccecl




26

S=C([S-])OCICCCCCI

oC

27 | O=CNCC 72 | O=CINCC(=O)NCICC(C)C

28 | O=C(N)C(CC[N+](CC)(C)O)(clcceecl)elecceecel 73 01c2¢(C3=C(CCC(C3)C)CI1(O)C)c(O)ee(c2)CCCCCC
O1C(0OC20C3C(OC(0C4C(0)C(O)C(INH3+])CC4[N 74 | O=CICCCCCI1C(=0)C

29 | H3+])C([NH3+])C3)C(O)C2[NH2+]C)(C)C(O)C(0O)C( 75 | O=C(N(CC)CC)c1¢2CCCCCc2nc2clcccc?
[NH3+])C1CO 76 | CIC(C))(F)C(F)(F)F

39 | BICEOFECEE CEF)CE)FE)CEYF)CEF) CE)F 77 | O(C(OCC)CC)CC
)CEFECEFECEFF 78 | ONclc2c(ccel)ceec2

31 O(CCCCCCCC)clcce(N)ecl1CO 79 | CIC(C)=C=0

32 | Clelee(Cheec10CCCC(=0)[O-] 80 | O(CC(0)C)clc2c(ccee)c(ccl)C(=0)C

33 | O=CIN(Ce2n(-c3clec(N=[N+]=[N- 81 | O=C(Cclcceccl)CC(=0)C
1ee3)enc2C(OCC)=0)C 82 | S(=0)(=0)([0-])clc2c(cccc2Ne2ecece2)cecl

34 | O=C(NCclcceecl)C 83 0=C([0-])CC(=0)[O-]

35 olnc(cc1CC[NH+](CC)CC)-clcec(OC)ccl 84 Oclccece1C(=0)[0-]

36 | S(PES)H(OC)OC)CC(=0)NCCOC g5 | SEO)N=0)([O-])clce2e(ce)e(IN+](=0)[O-

37 | S(OCEYOCC)(=0)=0 Dec(IN+](=0)[0-])c2[O-]

3g | OCLCCO)C(CC=CCCCCOC(O)O)=0)CICCC(=0)C [NH2+](C[C@]1(C2CCc3cc(cce3[C@]2(CCC1)C)C(C
Cccccc 86 | )C)C)CCINH2+]C[C@]1(C2CCc3cc(cec3[C@]2(CCC

39 | O=CCCC 1)C)C(O)O)C

40 | Brclce(cecl)C(=0)[O-] 87 ON=CN

41 | SCCINH2+]CCC(=O)N 88 | CIC(S)=0

42 | S=P(N1ICCCCCCI)(NICC1)N1CC1 89 | O=Clc2c¢(NC1=0)c(cec2)C

43 | OCCN(CCO)clcecc(\N=N\c2cccee2)ccel 90 | O=[N+]([O-])clececccl

44 | Fcleee(ccl)C(O)CCCINH+]1CCN(CCl)clcccec10C 91 | P(F)(=0)([O-D[O-]
O(C(=0)C(OCC)(cleccecl)eleceec])CICCINH+](CC OCICCC2C3C(CCCI120)C1(C(=CC(=0)CCI1)C[C@H

1 pee 2 | poc

46 | O=C([O-])C([NH3+])CCC(=0)[O-] 93 | S=C=Nclccc(ccl)C#HN

47 | O1c2c(C=C(c3ccenc3)C1=0)ccec2 O1C(C(CCC120C1CC=C(C)C(0C30C(C)C(O)C(00)

48 S1c2¢(N(c3clceec3)CCCINH+]1CCN(CC1)CCOC(=0 94 | C3)C(C=CC=C3COC4CC(=CC(C340)C(OC(C2)C1)=
)CCCCCCCCC)cc(cc2)C(F)(F)F 0)C)C)O)C1CCCCC1

49 O(C(=0)CI(CCCCCI1)CICCCCCI)CC[NH+]1CCcee 95 O(C)c1c(0OC)ce(cc10C)C(=0)N1CCN(CC1)CC(OC(=
1 0)c1cc(0OC)c(0OC)c(OC)cl)C

50 | O=CICCcciIciIccecect 96 | BrCclccceclCl

5 Clclcc2[nH+]c3c(cc(OC)cc3)c(NC(CCCN(CCCnCce 97 | INH3+]CI1CCCCCl1
1)C)c2ccl 98 | CIC(F)(F)C(F)F

52 | O1C2CCCIC(C(=0)[0-DC2C(=0)[O-] 99 | O1c2¢(C=CC1=0)ccc(0C)c2CC=C(C)C

53 O=CICC[Ce@]2([C@@H]3[C@H]([C@ @H]4CC[C 100 O1C(C)C(O)C([NH3+])CC1OCICC(0)(Cc2clc(O)cle
@H](OC(=0)CCCCCO)[C@]4(CC3)C)CCC2=C1)C (C(=0)c3c¢(C1=0)c(0C)ccc3)c20)C(=0)CO

54 | S(C)clnc(ne(nl)NCC)NC(C)(C)C 101 O1CC[NH+](CC1)C(CC(C(=0)CC)(clcceecl)eleccecee

55 | O(C(=0)C(C)C)CICCC([NH+]2CCCCC2)CC1 1)C

56 | Clclcee(ccl)Cnlc2ce(nc1C[NH+]1CCCCl)ccec2 102 olc(nc(CCOc2ccc(cc2)CC(Nc2ceccec2C(=0)c2cceec?)

57 O=C(IN-]c1Inc(nc(n1)[N-]C(=0O)clcccecl)[N- C(=0)[O-]c1C)-clcceccl
]C(=0)clcccecl)clcececl 103 | CICCCCO

58 | ICCCCCCCCCCCC 104 | O(C(=0)C=C(NC(C(=0)[O-])clcccecl)C)CC

59 | O(CC)C(=0)N(N=0)CC 105 | Ic1c(C(=0)[O-])c()c(NC(=0)C)c(I)c IN(C(=0)C)C
0O1c2cc(0)cc3c2C(c2c(C(C3(0)C3(0)cdcec(0)ec50C( 106 | S(=0)(=0)(N(C(CCC)C)CC(=O)NO)clcce(OC)ccl

60 | C(c6ec(C3c3cee(0)ec3)c(O)ec(0)e6)cdS5)c3cec(O)ec3)e 107 | ClICCCcCC
3eee(0)eed)e(O)ec(0)e2)Clelece(O)ccl 108 | FCO)(F)cIee(OCCCINH+2CCC3(CCCCC3)CCeee

61 O(C)clcececl-clececcl 1

62 | O(C)clcec(cc10)C=0 S1C(C)(C)C(NCIC(NC(=0)Cclceeecl)C(=0)NCcelce

63 | OC(C(0)C(=0)[O-])C(O)CO 109 | ccel)C(=0)NC(Ccleceeel)C(O)CC(=0O)NCel [nH]c2¢(

64 [NH2+](C(C)C)C(O)C nl)ccec2

65 | P(Oclc2c(cccl)ccec2)(=0)([O-D[O-] 110 | S1(=0)(=0)CCC=C1

66 | S(=0)([O-])clcec(ccl)C 111 | N#CCC(C)C

67 P(OCC10C(n2c[nH+]c(C(=0)[O- 112 | C(CC(O)=C)(C)(O)C
1)c2N)C(0)C10)(=0)([O-D[O-] 113 Clclcc2[nH+]c3c(cc(OC)cc3)c(NC(CCC[NH+](CC)C

68 | C(CCCcceeoeceeece=C C)C)c2ccl

69 | [N+](CCN(C1CCCCCl)clccceel)(C)(CO)C 114 | olc(cec1[N+](=0)[O-])C=0

70 [NH2+](CCclcceec1)CCelceccecl 115 O=C(CCCCCCC(=0O)NO)clccc(N2CCN(CC2)c2cccce

71 S(=0)(=0)(N)clcc(cec1C)C(O)C[NH2+]CCOclcccecl 2)ccl




116 | [As](clcceecl)(cleccecl)clecccecd 164 | Clc2c(-c3clccec3)celc(c2)ccecl

117 | C(CCC=C)CC=C 165 | ON

118 | SICCSCI1=S O(C)clec(C(N(CC(=0)[O-)HCC(=0)[O-

119 | O=C([O-])C(INH3+])Cc1[nH]cncl 166 | )CN(CC(=0)[O-])CC(=0)[O-Dc([N+](=0)[O-

120 | [n+]1(cceec1)CCCCCCCCCCCCCCCC DeclOC

121 | [nH]1ncccl 167 | O=CIN(CCC1)CCCCC[N+](C)(C)C

122 | S(C(C)O)C 168 O=C([O-])CN(CC[NH+](CCN(CC(=0)[O-

123 | O=CIN(CC(=0)N)C(=0)N(CC(=0)N)C(=0)N1CC(= DCC(=0)[O-DCC(=0)[0-DCC(=0)[O-]
O)N 169 | O=CCCC=C

124 | O(Cclcecec])C(=0)C(CC)(C[NH+](C)C)clcececl 170 | [Ca+2]

125 | POOCC(0)C(O)C(O)CNIC=2NC(=0)NC(=0)C=2Nc2 171 | O(CC)clcce(cc HC(OCCINH+](CC)CO)=0
cc(C)ce(cc12)C)(=0)([O-D[O-] 172 | O1C(C(N=CI1C)(C(OC)=0)C(OC)=0)clccocl

126 O(C)clc([N+](=0)[O-]cc([N+](=0)[O- 173 | O(C)clcecccIN1C2=NC(NC(=C2N=C1)C(=O)N)(C)C
Decl[N+](=0)[O-] 174 | S(=0)(=0)(N)N1CCN(CC1)C=1C(=0)N=C(NC=1N)C

127 | O=C(NN=C1CCCC1)clccc([N+](=0)[O-])ccl 175 | O=CI1[N-]C(=0)C2(C3CCC(C=C3)CI12C#N)C#N

128 | O=CINC(=0O)NC1(C)CI1CCCCCl1 176 | O(C)clce(cec10C)C\N=C\NC(=C(N)C#N)C#N

129 | [N+]#C)clcee(ecl)C 177 | [S+]1(CCCC1)Ccloc(ccl)C[S+]1CCCC1

130 | O=CIN(CCCC)C(=0)N(c2ncn(c12)CC(=0)C)CCCC 178 S(=0)(=0)(NN=Cclcccccl)cleee(cc1)C=CINC(=0)N

131 | O(CCC)clecc(N)cec1C(OCC[NH+](CC)CC)=0 C1=0

132 | Oclce(C(=0)[O-])c(IN+](=0)[O-])ccl 179 | O=C1C(CCC1=CC=Cclcccccl)CNclcceccl

133 | O(C)clcec(N=0)ccl 180 | O(C(C)(C)C)C(=0O)NC(=O)N(CC[NH+]1CCCCHHC

134 | OCC[NH+](CCCC)CCO 181 | O=CIN2N(Cc3c(C2)ccec3)C=Cl1
O=CICC[C@]2([C@@H]3[C@H]([C@ @H]4CC[C 182 | O(C)C1=CC(=0)c2c¢(C1=0)c(O)ccc20

135 | @](OC(=0)C)(C(=0)C)[C@]4(CC3)C)C=C(C2=C1)C Brelcec(ccl)-
)C 183 | clnc(sc1)NNC=1SC(=Cc2cc(OC)c(0OC)c(0C)c2)C(=0

136 | O=C(NCCCCCCNC(=0)CCNI1CC1)CCNICC1 )N=1

137 | S=C=Nclcc(N=C=S)ccclC 184 Oclcc2CCC3C4CC[C@H](0O)[C@]4(CCC3c2ccl1C=C

138 | [As](Cl)(clcceecl)clceeecl (O)O)C

139 | Oc1c2NC(=CC(=0)c2cccl)C(=0)[0-] 185 | OCI1[C@ @H](O)CN(OCc2ccccc2)C[C@H]10

140 | nlc(nc(nc1N(C)C)N)N(C)C 186 | O=C([O-])cInc2c(nc1Nclcce(ccl)C(=0)[0-])ccec2

141 | OC(CC(=0)[O-])(CCO)C 187 | slce(cc1)[C-1(C(=0)clocccl)CC(=0)clocecl

142 | O=CIN=C(NC(=N1)CC)clcccccl 188 | O=C([O-])C(N(CC(=0)[O-])CC(=0)[O-])clcceecd

143 | P(OCC)(OCC)(OP(OC)0OC)=0 189 | Brcleecee1S(=0)(=0)clcccccINC
O1C(C(O)C(O)C(O)C1CO)cc([O- Clclce(SSc2ec(Clye(ce2S(=0)([O-

144 | Dc(0)c2c(c10)C(=0)clc(cc(O)c(C(=0)[O- 190 | D=Nc2[nH]c3ccenc3n2)C(=0)Nc2ceccee2)c(S(=0)([O-
Dcl1C)C2=0 1)=Nc2[nH]c3ccenc3n2)cc1C(=0)Nceleceecl

145 | 01c2c3C4(C1CC(0)C=C4)CC[NH+](Cc3ccc20C)C 191 | O1c2¢(C34C1CINH+](C(C3)CCC4)C)cecc20

146 | nlc(ncnc1CC)CC 192 | Brclse(Br)c2¢1C(=0)[C@ @H](Br)[C@ @H]2[NH3+]

147 | S(=0)(=0)(N1CCCC1COC)c1cc2ec(NC(=0)C2=0)ccl 193 | O(C(C)(C)C)C(=0)NCCCCC([NH3+])C(=O)N

148 | Nclcee(eel)CCCCCCCCCCCC 194 | O=C1c2c(CC13Cclcc(cccl1C3)C(=0)C)ceec?2

149 | Iclce(cc(C(=0)Nc2ec(Clye(cc2)C(=[NH2+])N)c10)C 195 | Brele2c¢(ceec2)e(OCc2cccec2)ecd

150 | [n+]1(c2c(ccec2)c(N)c2elceec2)C 196 | O=C1C(CCCCC1=C)CCC(CCOC)=C

151 O(CCCCCC)clccece(ccl)- 197 O(C)clec2CCc3c(n(cdc3cc(OC)ccd)CCINH+]3CCCC
clc2c([n+](c3clcccc3)C)ecec? C3)-c2ccl

152 O(CC[NH+]1CCCC1)clcee(ccl)-cl[nH]c2¢e(ceec2)cl - 198 S(=0)(=0)(N1CC(CN(S(=0)(=0)c2ccc(cc2)C)CCCIN
clceeecl H+](CCC1)CC(CC)C)=C)clcce(ccl)C

153 | OC(C(INH2+]C)C)clcce(N)cel 199 O1[C@ @H]2C3C(=C(C[C@H](OC(=0)c4cccccd)C2[
0=C([O- C@H](C)C1=0)C)C(=0)C=C3C

154 J)CCC1C=2[NH2+]C(=CC3NC(=CC4[NH2+]C(C=C5 200 Clclce(SC(C(=0)[0O-])c2cceec2)e(S(=0)([O-
NC(C=2)=C(CCC(=0)[O- 1=Nc2nc(nc(n2)N)N(C)C)cclC
)C5C)C(C)C4C=C)C(C)C3C=C)CI1C 201 | slcceclC(=0)N(C(=0)N1CCCCCl)cleccccl

155 | O=C(N(CC)CC)N 202 | BrC(C(CI)(C)C)CC\C(=C\C)\CBr

156 | O=C(Nclc2c(c3c(cl)ceee3)ccec2)C 203 | s1¢2N(c3cccee3)C(=S)N(CC(OCC)=0)C(=0)c2nclSC

157 | OICCN(CC1)CC#N 204 | O=Cl1n2c3c(nc2[N-]N=Cl)ccec3

158 | S(O0S(=0)(=0)[0-])(=0)(=0)[O-] 205 O(C)clec(Ne2ne(ne(n2)NNC(=0)Cc2cceccc2)NNC(=0

159 | FC(F)(F)clcc(\N=N\c2ccc(N(C)C)cc2)ceecl )c2cence2)cecl

160 | O(C)clcec([N+](=0)[O-])ccl 206 | Clclee([S-1c(S(=0)(=0O)NC=2NCCCN=2)cc1C

161 | O=CIN=C(Nc2ncc(nc12)C(O)C(O)C)N 207 P(OC(C)C)(OC(C)C)(=0)C(N(C(=[NH+]C=10C(0OCC

162 | Clcleec(NC=0)ccl )=NCIN=D)(CEEB)CEEF)N)CO)C(C)C

163 | Clclcc(cecl)C(=0)C(INH2+]C(CO)(C)C)C 208 | IC(C(=O)clcecce])=CICCCCIC




209

Clclce([S-De(S(=0)([O-1)=Nc2nc([nH]n2)N)cc1C

ccl)C

210 | slcecec1C(=0)N1CCc2c¢(Cl)ceec?2 751 O1lc2c(cc(cc2\C=N\c2cceec20)C)C=CC120c1c(ccecl)
11 O1[C@ @H]2[C@]34C5([C@H]([NH+](CC3)C)Cc3c4 C(=0)N2C
¢1¢(0C)cc3)CC(C(0)(C)C)C2(OC)CCS 52 O1C(C(0O)C(0)CICO)cloc(O[C@ @H]2CC(CC[C@H]
212 | O(C(OC)CNC(=0)C(NC(=0)C=Cclcccccl)C)C 2C(C)C)C)nnl
213 0O=C1c2c(N(c3nccecl13)CC[INH+](CC)CC)cccle2n(ncl 53 O(clcee(ccl)CI1(O)CCINH+](CC1C(=0)clcce(Oc2cecc
)CC[NH+](CC)CC (cc2)C)ccl)CC)clcec(ccl)C
214 | Clclce(NC)c(cc1)C(=O)N1CCC[C@H]1CO 254 S(CCOCNIC(Cc2cceec2)=C(CC)C(=0)NC1=0)clcce
215 | O=CIN2N(C3CCC2CC3)C(=0O)Nlclcceccl ccl
216 | O=C1C=C2C=C(NC=C2C=C1[0O-])C(=0)Nclcccccl 255 | O=C(NN=C(C)clncccc)NN=C(C)clnccccl
217 | O=CIN(C(=0)C=2C(NNC=2N)=C1C#N)clcccccl 256 | SIEON=0)C(=Ce2ec(Oc3cecee3)ece2)C(=0)N(Clele
218 | O(Cclceceel)cleec(nel )CC(N)C(OCelceceel)=0 cecel)eleee(OC)ecl
219 | OCclnen(c1)C(cleceec])(cleeceel)cleccecl 257 | O=CIN(C(=0)C2CICICC(CCClclc2[nH]c2cleccc2)
20 | CICCIc2e(N(S(=0)(=0)c3[nH]ede(cc(OC)ec)e3)Clie COO)C)clece(IN+](=0)[O-])ecl
c(N)cc2 258 | O(C)clc(OC)ce(ecc10C)C=Nclncceel
1 O1[C@ @H]2C34C5(C6C(C2(0C)C=C5)C(=0)NNC6 259 S(=0)(=0)(N)clee(S(=0)(=0)N)ccc1[N-
=0)C([NH+](CC3)C)Cc2c4c1c(OC)cc2 1C(=0)N=S(=0)([O-])clccc(ccl)C
7 O=CINC(=NC(=O)[CH- 260 | O(CC(=0)[0O-]clee(ne2elec(OC)cc2)-cleccccl
JDNNI1C(=NC(=Cc2cccec2)C1=0)clceeccl 261 | O(C)clcc(\N=N\N2CCCC2)cccl
223 | CICCCSclcceecINC(=0)C=Cclcccecl 262 O=C(Nclc2c(cccl)eccc2)NCCCCCC[NH2+]Ccelc2c(c
S(=0)(=0)(clccc(NC(=0)c2cccec2SC(=0)CCCCln+]2 cel)eeec?
224 | cceec2)cel)elece(NS(=0)(=0)Cc2ccecc2[N+](=0)[O- 263 | O1C2=C(CCI1C(C)=C)C(=0)clc(cceccl10)C2=0
Decl 264 O(Cclccccecl)clee(cc(O)cl)CCNC(=0)CCclec(0)c(O)
225 | [S-]clcc2e(NC(=CC2=0)c2cccec2)ccl ccl
226 | O=CINN=C(N1N=Cclccnccl)C O=C(NC(CCC(=0)NCCCCccreeeecco)e(=0o)Necee
227 | O(C(=0)[0-])C12C(CCCCCI1)C(=0)C1C2CCCC1 265 | CCCCCCCCC)clcece(N(Ce2ne3ce(ne(ne3N)N)nc2)C)ce
228 | OC(CNC(=0O)Nclcceeel)C[NH+](C)C 1
229 | O(C(=0)NC(NC(=0)C)Cclcceec])C 266 | slc2¢(cc1C(=0)C)C(=0)clc(ce(ccHC(=0)CO)C2=0
230 | O=CIN(c2c(ccec2)C(N=[N+]=[N-])=C1)clccccel 267 | S(C12C=CC(0C1=0)CC12CCOC1=0)clccc(ecc)C
Clclec(cec1C)C=C1C(=0)C([P+](c2ccece2)(c2cecec? 268 | O10C(OC)CCCICO
231 | )c2ceeec2)=C([O- 269 | S(=0)(Nclcceeecl)cleccecc10C
DC([P+](c2cecec2)(c2ecece2)c2ececc2)=C10 270 | [n+]1(c2c(cec3c2neec3)cecl)C
232 | O=C([O-]C(INH2+]CC#C)Cclcceccl 271 | S(clce(C#N)e(N)ccl)clec(C#N)e(N)ecl
233 | SICC2N(C1)C(=0)c1c(N=C2NCC(OCC)=0)ccccl 272 | O=CIN(N2C(=NNC2=0)c2ccccc2)C(=0)C=C1
234 | SISCCC(=O)N[C@H](C(OC)=0)C1(C)C S(=0)([O-
235 | S1c2c(C(=Nc3clecee3)N)e(F)eec2 273 | D(=Nclcc(OC)ccc10C)clec2e(N=CN(NC(=0)CNc3cc
236 _| CIC(Cl)(P(=0)(CC)CC)C(0)C(C)(C)C (0C)ccc30C)C2=0)ccl
537 | OlIC@@H](O)[C@](CCI2CCINH+](CC2)C)(C(=0)C 74 | O1C@ @H2C[C@H](ON3O[C@H]([C@ @H](C23)C
)elceceel 1=0)C(OCC)=0)OC1CCCCl(clcceecl)clecccecl
238 O=C(NCC([N+](=0)[O- 75 Oclcec(ecc)CC(NC(=0)C(NC(=0)C)CO)C(=0)NCC(
1)(CNC(=0)clcceecl)C)cleceecd =0)N
539 | ©1CC2Ce3e(cc40C04e3)C1(C2CO)clee(0C)e(OC)e 276 | Brele(-c2¢c(OC)c(0OC)ce2)c(Br)[nH]c1C(OCC)=0
(00)cl 277 | O=Cl1c2c(CCCC1=Cclcccecl)cece2
240 | O1C(CCCIN1C=CC(=NC1=0)N)(CO)C 278 | O=CIN(O)C(=O0)N(IN-]D)ecle(cc(cc1C)YC)C
s41 | Felece(ce NC(=0)CCCINH+]1CCC2(Oc3e(cece3)C(= 279 | O1CCOCI12C1ICCC(CY(C20CC(CYH(O)YO)CI(E)C
0)N2)CC1 130 | O©)clee(ceel0C)C(=Celee(0C)e(0C)ee])C(OCC=C
242 | Clclcc(cec1)COclceec(ccl)C=CC(=0O)N(O)C )=0
»43 | O1IC@@H2[C@ @H](C[C@ @H](0)[C@ @]1(CCC= Ol[Ce@@H]2[C@ @H](O[C@H](C2)[C@@]2(OCC[C
C(CCC[C@H](C)[C@@H]20)C)C)C1(CC1)C(0OC)=0 @H](O)[C@ @H]20)0)C=CC(=C[C@H](C[C@]2(O[
~44 | OICIC@ @H](0)[C@H](n2c3nenc(N)e3nc2)[C@ @H] 131 | C@HI(C@340[C@(CC3)(C[C@H](O4H)[C@ @H]3
1C(OC)0C O[C@](CC3=0)(0C)[C@@H](0)[C@ @H]30[C@ @]4(
245 | Clclcee(cel)CC1=NNC(=0)N1nlc(ccclC)C O[C@H](CCC4)[C@H](C)C1=0)CC3)CO)CC2)C)C)
246 Oclc(ccec10)C(=O)NCCN(CCNC(=0)clccec(O)c10) C
CCNC(=0)clecee(0)el10 282 0O=C1c2c3c(ccec3ec3c2eccec3)C1=NNC(=0)clcec(ccl)
247 | O=Clc2c(CC1Cclcc(cec1C(OC)=0)C)c(ccc2)C C
01C(CO)C(0)C(0)C(OC20CC(0)(COC(=0)C(=CCC 283 S(C(=0)CCCC[n+]1cccecl)cleccec1C(=0)Ncelcee(S(=
248 | C(CCO)C)OC)C20)C10[C@ @H]10C=C(C2Cl[Ce @] O)([O-D=Nc2oc(C)c(n2)C)cel
(0)(CC2)C)C(=0)[0-] 0=C1n2c(nc3cc(cecc23)Cc2cec3nc-
249 | OC[C@H]1C[C@H](CC1)CnInnc2clnc(nc2N)N 284 | 4n(c3cc2)C(=0)c2e3c(cee2)c(N)eee3-4)-
250 | O=CIN(N(C(=0)C)C(=0)C)C(=NN1C(=0)C)Celcee( c2c3clecoe3c(N)cc2
285 | OC=1N(CC(OCC)=0)[CH-




JC(=0)C=1C1=CC(=0)N(C1)CC(OCC)=0

—C2[C@ @HJ4CC(CC[C@ @]4(CC[C@]23C)C(=0)[0

286 | O1C2c3c(OCC2(0)Cc2cc(OC)ccc12)cc(0OC)cc3 -PDICO)O)O)C1(C)C)C)CO
O(C)clce2c(ce(c1)C)elee(- 323 | Oclcec(O)ec1C=Cclcee(ccl)C(OC)=0

287 clee(e3c(c10)c(0C)cc(c3)C)- 324 | O\lc2c(cec(0)c2)C(=0)/C/1=N/c1cccccd
clc3c([C@H]([NH+](C)[C@ @H](C3)C)C)c(O)cclO)c 325 | S=CIN(C(=0)C(=0O)N1C1CCCCCI1)C1CCCCC1
20)-c1c2¢(C(INH2+][C@ @H](C2)C)C)c(O)ccl1O 126 O(C)cleece(N2C(=0)C(CC2=0)C2CC(CCC2=0)C(C)(

288 O(C(=0)CIN(CCCHC(=0)C(NC(OC(C)(IOHO)=0)C( C)C)ccl
C)C)Cclcccccl 327 | O1c2¢(C(=CC1=0)C)c(OC)cc(0OC)c2

289 S(C10C(COC(=0)C)C(OC(=0)OC)C(OC(=0)C)C10C( 328 | OC12C(CCCCCI10)[C@]1(OC(=0)C)C2CCCCC1
=0)C)C1=NC(=Cc2cce(cc2)C)C(=0)N1CC=C 329 | O=CIN2N(CCCCC2)C=C1

290 | Clclcec2¢(NC(=C(C(OCC)=0)C2=0)c2cccec2)ccl 130 O(C)clcc2c3NCCN(c4ce3c(nc2ecl)c([N+](=0)[O-

291 | O1CC[NH+](CCI1)C1CCCC2c3c(ccec3)[C@]120 Dcc4)CC[NH+](C)C

292 O(C(=0)O)C=1C(=0)C2(C(CcCcCcoO)cocE=Oo)O) e 331 | Brclec(ce(Br)c1N)-clsc2c(nl)ccec2
=CCCCE=CC2)O)C)C=1C(COC(=0)C)O)C 332 O=C(NC1CCCCC1)clccc(N(Ce2nc3c(nc(nc3N)N)nc2)

293 | Clclcee(Nc2sc(C(=0)c3occe3)c(n2)N)ccl C)ccl

04 Clclcecc(NC=2n3c(ncdce(C)e(cc34)C)C(CHN)=C(C=2) 333 O(CC(\N=C\clccencl)=NNC(=0)clcenccl)cleec(OC)
c2cccec2)ecld ccl

295 | Clclecee(ccl)CNC(=0)clcc2scec2nel C(F)(F)F 334 [Si](O[C@H]([C@ @H](NC(=0)clcccecl)eleceee1)C(

296 O1c2cc(0C)c3c(O[C@H](O)[C@ @H](C)C3=0)c2C= OC(clcec(OC)ecl)cleec(OC)cc1)=0)(C(C)(C)C)(C)C
CCI1(C)C 335 | O=C1C=C2C=C(NC=C2C=C1[0O-])C(0C)=0

297 OC=1N(c2c(ccec2)C(=0)C=1C(=0)NCCC[NH+](C)C) 336 Oclce(ececc10)C=C(C(=0)NCCCCCCCCNC(=0)C(=C
C clcc(0)c(O)ccl)CHN)CHN

298 | SEOIEO)N(CC=C)clec(OC)c2[nH]ee(c2c I[N+](=0) 337 | slc2c(cclC1(NC(=0)C)CCCCCCl)ceec?
[0-DO)C 338 O(C(=0)C(=CC(0C)=0)clc2-

299 | O=CINC(=0)NC(NN(C)C)=C1 c(cc(cec2C)C(C)C)e(c1)C)C

300 | slcee(C)c1C=NNclsc2c(nl)ccec2 339 OC1(C2C(C(CT)cleeccec)C(=0)c1c(NC2=0)ccccl)cl

301 O(CC[NH+](C)C)clcce(ccl)- cceeel
¢1n2c¢(C=CC=C2)c(C(=0)C)c1-clcceecl 340 Oclcec(0O)cc1 CC=C(CCC=C(CCC=C(Cccc=c(cce=

300 01c2¢(OCCIC[NH+]1CCC3(N(CN(C(CO)O)C3=0)c3 C(CCC=C(CCC=C(CCC=C(O)O)O)C)O)O)O)OC
cceec3)CCl)eeec2 341 Clclcec(cc1)C=1N=C(c2n(C=1)clc(n2)ccccl)C=Cclsc
S(=0)([O- ccl

303 | (=Nclnoc(c1)C)clccec(Nc2e3e([nH+]cdc2ccccd)c(cee 340 S=CIN(CCClclc(c[nH]c1C([O-
3)C(=0)Nc2cee(NC(=0)C)ec2)ecl 1)=C[N+]#N)C(OCC)=0)CC

304 | Oclcee(ccl)C=CC(C=C)(O)C S(=0)(=0)(N(N=CC(OC(=0)C)C(OC(=0)C)C(OC(=0

305 | Olc2c(ceec2)C(=C(Oc2ccecc2)C1=0)clccc(O)ccl 343 | )C)C(OC(=0)C)COC(=0)C)C(=0)C)clecc(ecl)C=C1

306 | O1c2c(C(=0)[C@H](C)C1C)c(0)cc1OC(CCc12)(C)C NC(=0)NC1=0

307 S1(OCCOS(=0)(=0)CICNI1C(=0)c2c(cccc2)C1=0)(= 344 | Fclcee(cel)C1(OC(=0)c2clcecec2)clecc(cc10)C
0)=0 345 S(=0)([C@ @H]([C@ @H](Nclcec(OC)cc1)C(F)(F)F)e

308 | O1C[C@ @H](NC1=0)COclccc(ccl)C=0 lcceecel)cleec(ccl)C

309 | SIC=2N(N=CIN)C(=0)clc(N=2)ccccl 346 | O=C1C(=0)N(C(=0)[C-]1C(=0)C)clccec(C)clC

310 | SICC20C(n3c4ncnc(N)cd4nc3)C(0)C2(0)CCl1 347 | PI(OC(CN1C(C)(C)C)(C)O)(=0)C(CO)C=0

311 Brclenc(Oc2ccc([N- 348 | O=CICCC2(CC1C(OC)=0)Cclc(ccecl)C2=0
]C(=0)NC(=0)c3ccccc3NC(=0)C[NH3+])cc2C)ncl 349 | [nH]1cce(c2clccec2)-clnee(ncl)-clc2e([nH]cl)ccec2

312 | O=CIN=C(NC(=C1)C)NNC(C#N)clccc(N(C)C)ccl 350 | SIC=2N(N=C1SCclcccecl)C(=0)C=C(N=2)C

313 (S) ICC)(CZci([NH+]=C1N)n(n02C)C(=O)CClcccccl)clcc( 351 S1C23C(CC14N(CCclc4[nH]c4clccecd)C2=0)CCCC

cce 3

314 | O=C(Nclcc2c(ccl)ccec2)Nnlenncl 352 | s1c2[n+](nc1N)c(n(n2)Cclcccecl)C

315 | O=CIN=C(Nc2nc[nH]c12)Nclcc(CO)c(ccl)C 353 | O=Clc2cc(ccc2CCl1Ccleccecc1C(=0)[0-])C

316 O=CIN(Cc2nnn(c2)COCCOC(=0)C)C(=0)N(C=C1C) 354 CIC=1C=CC2=NC3=NC(=0)NC(=C3C(NCC[NH2+]C
C(=CC(0CC)=0)C(0OCC)=0 CO)=C2C=1)C

317 | Clclcc(NC=20CCN=2)c(OC)cc10C 355 Oclcec(ccl)C[C@H](N=C1[C@ @H]2C[C@ @]([N+](

318 O=CIN2[C@ @H](Cc3c([nH]c4c3ccccd)C2CC(C)CO)C( =0)[0-])(O)[C@ @]1(0)CCC2)C(OCC)=0
=0)NC1COC(C)(C)C 356 | O=CIN=C(N)C=CN1COCCOCclcc(ccclC)C

319 01¢2¢(cc30C0c3c2)C(C(C)CI[NH+](CC)CC)cleccee( 357 | O=CINC(=0)NC(\N=N\c2cc(C)c(cc2)C)=C1
0C)c10C 358 O=C(N(CCnlc(nccl[N+](=0)[O-

320 | sInc(N2CCCC2)c(C(OCC)=0)cINclcceecl 1C)C)CCCnlcencl [N+](=0)[O-]

391 slce(c2cleccc2)CCINH+]1CCC2(N(CN(C)C2=0)c2cc 359 O=CI1IN(c2ccce(C)c2C)C(=0)C2CICICC(CCClcle2[n
ccc2)CC1 H]c2c1ceec2)C(C)(C)C

39 O1C(CO)C(O)C(O)C(O)IC10CIC(O)C(O)IC(0Cc10[C 360 | SIC2N(c3c(C2=NN(C)C1=N)cccc3)C(=0)C
@H]1ICC[C@]2([C@ @H](CC[C@ @]3([C@@H]2CC 361 | slcee(cl-clscecl)-clscecl
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362 | CEON)C(=C[C@@H](C)[C @ @H](OC(=0)CC[NH+ 407 | O=CINCCC[C@ @H]1C(=0)NC[C @H](0)CO
](C)CC)[C@H](OC)C[C@ @H](CC(=CINCC=C)C2=0) 408 | Ole2n[nH]e(c2[C@H](C(C#N)=CIN)eleee(OC(C)C)e
0)0) c)C
363 | O=Clc2c(CC1=Cclcceccc1C(OC)=0)c1CCCclcc2 409 | O([C@H](C(=0)NN=C1CC[NH+](CC1)C)clccceel)C
364 | [I+](C=1C(=0)NC(=NC=1[O-])N)clcccecl 410 | S=C(NC(=0)clocccl)[N-Jelecc(N(C)C)ecl
365 | OC1(N=C(c2c(-n3clccc3)ccec2)cleccecl)CC 411 O(C[C@@H]1CCC=CC1)C[C@H](O)Cnlc2c(nc1CC)
366 | O=C(N)C=1NC(N=C2N(C=NC=12)Cclccccc1)(C)C ceee2
367 O=C1CCC(N(C(=0)c2cccec2)CCCC)c2cl[nH]clc2ccce 412 | Brclee(cec])[C@H]ISC[C@ @H](N1)C(=0)[0O-]
cl 413 | Clclcee(ecl)CSclnc2c(cel)ceec2
368 [n+]1(c2c(ccec2)c(N(C)C)ec1C)CCCCCCCCCCn+]l1c 414 | O(clceecc1C=CC(=0)[0O-])clcceecl
2¢(ceec2)e(N(C)C)eclC 415 | O(CC)C(=0)NclcceeclC(=0)N1CCCCCI
369 | Feleee(ce)C(CCIOCCONCINH+]1CCC2N(C)C(=0 416 | O=CINCICCCCCI)NIc2e(ee(ce2)O)[C@H](CCI(O)C
)N(C)C2=0)CC1 )C
370 | Clclceccc1C1=COc2c(ccc(F)c2)C1=0 417 | O(C)cleccec1C=CC(=0)Nclcc(ce(cl)C)C
371 | Clelee2N=C(N(C(=0)c2ccl)clscc(n)C)C 418 | O(C(=C(C#N)C#N)clcceecl)C
372 | O(CO)clece(N\C=C(/C#N)\c2[nH]c3c(n2)ccec3)ecl 419 | O=Clc2¢(ccec2)C(=0)C1=C(Nclceeec] C)CHN
373 | Clele(eecec CHO\C=C(/C(=S)N)\C#N 420 | olc2c(ncl-clee(N)ceel)ee(cc2)CC
374 | s1c2c(nc1NC(=0)\C=C\c1c3c(cccl)ceee3)ceec2 421 | O=C(N[C@ @H](C(=O)N)C#N)C
375 | O=CIN(CC(=0)N2c3e(ceee3)[C@ @H(CC2(O)O)O)C 422 | olccec1C(O[C@H]1CCC[NH+](C1)C)=0
(=0)CC1 423 | O(C)clceeec1C(=0)NCI1CC(INH2+]C(C1)(C)C)(C)C
376 | O=CINC(O)=C(C(OCCC(C)C)=0)[C@H](N1)clcee(c 404 | O=CINC(C(C(OC)=0)=C(N1)C)elee(IN+](=0)[O-
chHC De([O-Decl
377 | S=C(Nelcc(F)eecl)NCelneecel 425 | [nH+]1c2¢(n(CCINH+](C)C)c1N)ccec2
378 | Clclcececc1C=NNICCN(CCl)cleee(ecl)C 426 | ON=Cclc(n(nclC)-clcccecl)C
379 | O=CIN[C@H]ICCCCIC@H]1C)clece(IN+](=0)[O- 427 | O(C)cleccecINele2ec(cee2nec1 C(OCC)=0)C
Decl 428 | slcencINC(=0)clec(OC)ec(0C)cl
3g0 | Clelecc2e(NC(C)=C(CN3CCINH+](CC3)C)C2=0)cl 429 | Clclecee(Cl)e1C=CC(=0)N(C)C1CCCCC1
c 430 | s1c(N=CC2C(=0)CCCC2=0)c(cc1C)C(OCC)=0
381 | S(=0)(=0)(NclccccelCiN)eleeeecl 0=CIN2N=C(n3nc(cc3C)C)c3c(C2=Nc2clceec2)ccee
382 | O1CCN(CClI)clcccccINC(=O)clecccecd 431 3
383 | O=CINC(O)=C(C(OC(O)C)=0)[C@ @H](N1)clcceccl 01[C@ @]2(0)c3c(ccee3)C(=0)[C@]2(0)C(C(OCC)=
384 | O(C)cleee(ecl)C(=0O)NNC1=Nc2c3cleeec3cec2 432 0)=C1C
385 | O=CIN(N(O)C(C)=CINC(OCclcccec)=0O)cleccecl 433 | O(C)clec(cec10C)C=NNC(=0)c1n[nH]c2c1CCCC2
386 | O=C(N)CICC[NH+](CC1)CCC(=0)Nclcc2CCCc2ccl 434 | S=CINC(=0)/C(/N1)=C\clccccc10C
387 | O1C(=CC(=Cc2cc([N+](=0)[O-])ccec2)C1=0)clcceccl 435 | olc(ccc1COclec2e(ccl)eccc2)C(=0)NN
388 | Olc2cc(ccc20CHCINH2+]CCc2¢1cc(OC)c(OC)c2 436 | slececl[C@](0)(C(=0)NNclcee(ccl)C)eleccecl
389 | Clclcec(eelN)-cloc2e(nl)ee(cc2)C 437 | Fclec(cec1)C=10C(=0)/C(/N=1)=C\clc2c(cccl)ccce2
390 | S(Celcee(eel)C)elnne(niN)-cleceeel 438 | O(C)clee(ccc10C)C(=0)CC(=0)clcececlO
391 | O1CCN(CCI)C(=0)clec2e(cclO)ecec2 439 | Breleee(cel)C(=0)CSclnc([nH]n1)CC
392 | O(CCC(O)C)clece(ce DIC@]IINC(=0)NC1=0)C 440 | O1c2¢(C=C(C(=0)Nc3cccec30C)C1=0)cc(0C)cc2
393 | Brelee(OCC(Oc2eccec2C)=0)ccel 441 | Brclee(C)e(OC(=0)c2cc(0OC)ccc2)c(c])C
394 | slcceelS(=0)(=0)N1e2¢(CCCl)cecc20 41n | SEO)(=0)N)clee2[C@ @H]3[C@ @H](CC=C3)[C@
395 | S\Mc2e(N(CCO)/C/1=C\c1[n+](ccccl)C)ccec2 H](Nc2ccl)C(C)C
396 | s1c2N(CN(Cc2¢(C)c1C)CC=C)C(=0)clcceccl 443 | s1c2c(CC[C@ @H](C2)C)c(C(0C)=0)cINC(=0)COC
397 | SICC(=0O)Nc2cc(cecl12)C(=0)N1CCOCC1 slceeel-
Clelecc([N+](=0)[O- 444 | 1 [nH]nc20CIN)=C(CHN)[C@ @H](c12)c I ccece I F
398 | DecIN1C(=0)[C@H2[C@H]([C@H]30[C@ @H]2C= 445 | O=C(NN=CC(C)C)clccc(N(C)C)ccl
C3)C1=0 446 | O(C)clec2e(cc10C)CCN(C(=0)clcccee]l)[C@H]2C
399 | O1CCIC@@J(CCICYC)(Celeecee HECNIC(=0)CCC 447 | O(CC(=0)clcce(O)eclO)clec2e(cel)ecec?
1=0 448 | S(=0)(=0)(N)clcce(ccl)CCNC(=S)Nelcceecl
400 | O=C(Nclcceeel)elece(ecl)C 449 | SCOC=INC(=0)[C@@H](C(OC)=0)[C@H](C=1C#N
401 | S(=0)(=0)(NCclcce(cc1)C)elec(0OC)ec(OC)ccl YeleceeelC
402 | S(Cclecc(cc1)C(OC)=0O)clnncnlC 450 | FC(F)(F)COclccc(OCC(F)(F)F)ccl
403 | O1CCCIC@H]ICOC(=0)[C@ @H]ICC=CC[C@H]IC 451 | O1c2e(cce(OC(C(=0)NC3CCCCCC3)C)e2)C(=CCl=
(=O)Nclcceecl 0)C
404 | O(C)clec(N2C(=0)CN=C2Nc2nc(cc(n2)C)C)cec10C 452 | slc2cc(cee2ncINC(=0)clocee])C
405 | OFCIN2C(=Nc3elecee3)[C@ @H](cle(C2)eceel)Cel 453 | Brcleec(N2C(=0)[C@H](NCc3ocec3)CC2=0)ccl
ceeeel 454 | S=CINC(=0)C(OC2=NNC(=0)C=C2)=C(N1)C
406 | O=C(C)clcc(NC(=0O)\C(=C\c2cce(cc2)C(C)CONCHN)ce 455 | Fcleee(NC(=0)[C@ @H](Oc2cceec2)CC)ecl [N+](=0)
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456 | Brclcc2e(nenc2N[C@H](C(C)C)C(=0)[O-])ccl >08 20C2)C3=0)C1=0
457 | Brcle(ne(nc10OC)N(C(=0)C)CC=C)C 509 | S1c2c(N=C(C[C@H]Iclccc(OC)ccl)cleccecl)ccec2
458 | S=C(Nclcc(cec1)C(OC)=0O)NNC 510 | S=CINN=C(N1N=C(C)clccc(F)cc1)CC
459 | Fclcee(NC(=0)c2ncenc2)cecl 511 O=CINC(C)=C(C(=0)O)C([C@H]1C#N)clcc([N+](=
460 N1c2c(N[C@ @H](CC(C)=C)[C@ @H]1CC(C)=C)cccc O)[O-Deccl
2 512 | O(CC(=0)Nclcc(O)cecl)cleec(ecl)C
461 | O=C(Nclcce(ccl)CCONC=C\C(=0)[0-] 513 | O=C(NC1(CCCCI1)CCC)clcccecl
462 | O=C([O-])/C=C(\C=C\clc2c([nH]c1)ccce2)/C 514 O=CINC(=O)N(c2nc(n(c12)CCC(C)C)N1CC[NH2+]C
463 | Clclce(CleeclO[C@ @H](C(=O)NC1CCCC1)C C1HC
464 | O(C)clec(cecc10C)C=NN1CCN(CCl)clnceecl 515 | Fclec2ee([nH]c2ccl)C(=0)N
465 | O1C=C\C(=N/c2ccc(cc2C)C)\c2cec(cecl2)C 516 S(C)C=INC(=0)[C@H](C(0C)=0)[C@ @H](C=1C#N
466 | O=CINC(=O)N(c2nc(n(c12)CCC(C)C)N(C)C)C )cleecec10C
467 | 0©)elee(eceOC)C(=0)NNC=ICC(CC(=0)C=1)(C) 517 | O©cleec(ce DC=IC(CHN)=Cn2e(ne3e2ecee3)C=1C
C #N)N
468 | olc2c(nel-clecc(N)cel)ee(ce2)CC 518 | olc2cc(cee2nel-clec(N)cc(N)el)C
469 | O(C(=0)CN1C(=0)c2c(ccec2)C1=0)clcecec1 OC 519 | Feleee(ecel)-c1c2C[C@H](CCe2ne(N)c1CHN)C
470 | O(C)clcee(ce1C)C[NH2+]C1C2CC3CC1ICC(C2)C3 520 | O1C=C\C(=N/c2cccee2)\e2ec(ecc]12)C
471 | S=CIN[C@H](C=2CCc3c(cc(OC)ce3)C=2N1)clcce(F 521 | O=CIN(O)C(=NN=CH)NCC[NH+](O)C
)eel 522 | Clclcee(S(=0)(=0)Nc2ccccc2CO)cecl
472 | Clelc(cc(OCC(=0)Ne2se(nn2)C)eclC)C 523 | Clclcec(cc1)C=NN1C(=0)c2c(cccc2)C1=0
473 | Clclcccecl[C@ @H]INC(=0)Cc2cc(OC)c(0OC)ccl2 524 | [nH]1c2c(ccee2)e(-c2¢3c(ncc)ceee3)c1C
474 | O(C)clec(OC)cecIN\C=N\CC1(CCCCl)cleccecl 525 | O(C)cleceecl-nlenc(N)c1C(OC)=0
475 | O=C(N)cln(nccI\N=C\clccc([N+](=0)[O-])ccl)C 526 | Clclccc(NC(=0)CCC(=0)Nc2cee(Cl)ec2)ecl
476 | S(=0)(=0)(N)clcce(NC(=0)C=C(C)C)ccl 527 | [nH]1nc(C)ce(-c2¢c(n[nH]c2C)C)c1C
477 | Fclceeec1CC(NC(=0)C)C(=0)[O-] 528 | Clclee(cecl)C=NNC(=0)cInc2n(nl)C(=CC(=N2)C)C
478 | O(C)clccc(Ne2ee([nH+]c3c2cc(cc3)C(OC)=0)C)ccl 529 | O=C(NN=C(C)clcc(N)cccl)clee([N+](=0)[O-])cecl
479 | [NH+]1(CCN(N=Cc2ccc(cc2)C)CCI1)Cclceececl 530 | S=C(NC(=0)clcccecl)[N-]clceceec1C(=0)N
480 | O(CC(=0O)NC(C)clcceeel)clee(C)e(ecl)C(C)C 531 | Brelee(cecc1OC)C[NH2+]Cclccecec10C
481 O=C(NC1CCCCCI1)Nl1c2c(ce(cc2)O)[C@ @H](CCI(C 532 | Clclee(NC(=0)c2nsnc2)c(OC)ecl10C
)C)C 533 ClclcccccINCNIC(=0)[C@H]J2[C@ @H](CC=CC2)C
482 | Clclcee(ccl)C(=0)Nelec2ne(oc2ecl)-cleceecel 1=0
483 | O=CIN=C(NC(=C1)C)NCC[NH+](C)C 534 | Clclcccecl-clnne(SCc2ccccc2F)n1N
484 | S(=0)(=0)(CC)clcc(O)c(NC(=0)c2cccec2)ecd 535 s1c2C[C@ @H](CCc2c2c1N=CN(CC(=0)N(CC)CC)C
485 | Clclcc(NC(=0)COc2ccccc2C(C)(C)C)ecc10C 2=0)C
486 | O1c2c(C=C(C(Oc3ccccc30CC)=0)C1=0)cccc?2 536 | Clclcc(NC(=O)\C(=C\c2oc(cc2)CNC#N)cecl
487 | S(=0)(=0)(Nclcee(eecl)C(OC)=0)\C=C\clcceeel 537 | Clclce(cc(Clcl)C(=0)Ncelsc2e(nl)c(cec2)C
488 | O=CIC[C@ @]2(CC[C@ @]1(C)C2(C)C)C(=0)NCC 538 | O(C(=0)cIne(NC[C@ @H](O)C)c2¢c(nl)ecec2)CC
489 | O(CC(=0)Nclcec(OC(C)C)ecl)cleccec 1 [N+](=0)[0-] 539 | ole(eecIO)[C@HJINC(=0)NC(C)=C1C(OC(C)C)=0
490 | Clclece(ccl)C(=NNC(=0)COclcec(ccl)C)C 540 | Cleleee(S(=0)(=0)Nc2cc(cec2)CC)ccl
491 | FC(F)(F)clnc2c(n1CC(OCC)=0)ccec2 541 | s1¢(C(OCC)=0)c(ncINC(=0)C=Cclocccl)C
492 | FC1=CN(CCC(=0)[O-])C(=0)NC1=0 542 O(CC)clece(N2C(=0)[C@H]3[C@H]([C@ @H]4C=C
493 | S(CC(=0)Nclc2e(cecl)ecee2)cln2e(nnl)C=CC=C2 [C@H]3C4)C2=0)ccl
494 | S=C(Nclce(ce(c1)C)CON 543 | Slec(c2cIN=CN([C@ @H](C(=0)[0-])C)C2=0)-
495 | Clclceceel[C@H]INC(=0)N(C)C(C)=C1C(OCC)=0 clececcl
496 | S(=0)(CCC(=0)[0-])clecccec1C(=0)[0-] 544 | s1c2N=CNC(=0)c2c(C)c1C(OCclcccecl)=0
497 | Clelece(N2CCINH+](CC2)C2C3CCACC2CC(CI)CA)e 545 | Clelee(CheeclOCC(=0)Nelnn(nn1)CC
cl 546 | Clclce(-c2onc(n2)-c2ccccc2C)e(0OC)ccl
498 | O(C)clee(OC)cccCN1CCN(CC1)C(=0)clceencl 547 | sle(nnelNelece(ee)C(=0)C)-cleenccl
499 | Clelee(NS(=0)(=0)c2cccec2C)ec(Chel[O-] 548 | O(C)cleccccINCC(=0)NN=CICCCCl
500 | Clclce2sc(nc2ccl)NN s49 | Felee2e(N(C=C(C(=0)[O-
501 | Clclce2neec(OC(=0)N3CCOCC3)c2ccl DC2=0)C2CC2)c(OC)cINIC[C@H]([NH2+]CC1)C
sop | Felee(eeel)CCINH2+][C@ @H]ICC(=0)N(C1=O)clc 550 | O(C)clee(OC)e(0)ec1 C=C[N+](=0)[O-]
ce(ecl)C 551 | S=C(NC(=0)c1c(0OC)cccc1OC)[N-]clceccecd
503 | S=CINC(=0)/C(/N1)=C\clcce(ccl)CC 552 | Felec(F)eceINC(=O)NCclceencl
504 | Brclcec(cel)-cloc(SC)nnl 553 | S=C(NC(=0)CCC)[N-]clcce(ccl)-cloc2ecene2nl
505 | S(CC(=0)clece(IN+](=0)[O-])ccl)cloc(nnl)- 554 | O(C(=0)/C(=Clclc2c(n(c)C)eccc2)/CHN)C
clcenccl 555 | Clclee(ceclCl)C(=0)Ncelc2e(neec2)cecl
506 | Clclec(cceclCl)-clne(sc1)NC(=0)C1CCl1 556 O=CINc2c(N[C@H]1CC(=0)Nclc3c(cccl)ccee3)ccce
507 | CIC(=CCSc1nc2N(C)C(=0O)NC(=0)c2n1C)C 2




557 | S(=0)(=0)(Nclccee(ee1)C(=0)Ncelcceec1C)C 612 | O(C)cleccec1CNelne2e(n1C(C)C)eeec?2

558 | Clclce(Clcec1COclecec(ecl)C(=0)CC 613 | nlcne2n(ncc2cINCelcecceel)-clec(eecl)C

559 | Brcleee(SCC(=0)N2CCC(CC2)C)ccl 614 | O=C(NCC(C)C)C=Cclccce(ecl)C

560 | O(C(C)C)clccececc1C=NNC(=0)clcc(NC(=0)C)cecl 615 | olc(cec1COclcec(cc1)CCC)C(0C)=0

561 | O(C)cleee(OC)cc1C=NNC(=0)clcc(NC(=0)C)cccl 616 | O(C)cleec(ce)[C@H](NC(=0)[C@H](C)clcceecl)C

562 | Clclcecc(NC(=S)Nc2eee(N(CC)CC)ec2)clC 617 slc2c(nc INC(=0)cloc([N+](=0)[O-

563 | S=C(Nclce(ceel)C(=0)C)N(Celen(nc1C)CCO)C Dece1)c(OC)cc(0OC)c2

564 | olc(cec1C)C=C(C#N)clcce(ecl)C 618 | S(CC(=0)NclcceeclC)CC(=0O)Nelcee(ecl)CC

565 | O=C(Nclce(ceclC)C)C=Cclcee(ecl)C 619 | Clclcec(IN-]C(=S)NC(=0)c2cc(ccc2)C)ecc1C(=0)[0O-]

566 | olccec1C(=0)Nclcec(NC(=0)CCC)c(OC)ccl 620 | O=C(CC(=0O)Nclccc(N(C)C)ecl)C

567 | S(Cclcee(cc1)C(=0)NCICCCCl)clece(ccl)C 621 | O(JC@H](CC)C(=0O)NclccceclC)eleceeel

568 | Clclc2nce(sc2cccl)NC(=0)cloc2e(cl)ccec2 622 | Clclcceec1C(=0)Nclec(NC(=0)C(C)C)ccecl

569 | Clclcccecl-cloc(nnl)C 623 | O=C(N)clcc(N)c(N2CCC(CC2)C)ccl

570 s1c(N2C(=0)[C@H]3[C@H]([C@ @H]4C=C[C@H]3 624 | s1c2cc(NC(=0)C)ccc2nc INC(=0)clcec(ccl)CC
C4)C2=0)c(cc1C)C(OCC)=0 625 | Clclce(IN-]C(=S)NC(=0)c2ccc(cc2C)C)ccecl

571 | S(=0)(=0)(Nclcceec1C(=0O)N)cleee(ecl)C 626 | Clclccecc(NC(=0)CCO)cINICCOCCI

572 | Clclcecec10CC(=0)NN=Cclcccec10C 627 | Clclcccc(F)c1CC(=0O)Nclee(Che(Cleel

573 | O1CCN(CC1)clcee(NC(=0)CC(C)C)ccl 628 | olcccc1CNC(=0)[C@H](C#N)clcceeecl

574 | O(CC(=O)NC(C)(C)C)clcec(cclO)C 629 | 01¢c(C)c(cc1C)C=C(CH#N)C#N

575 | O1CCC[C@H]1CNclInc(nc2clccecc2)Nelee(ee(cl)C)C 630 | O=C(NN=Cclccc(ccl)C#N)CNcleee(ec1C)C

576 | O(C(=0)[C@ @H](C(=0O)Nclnccenl)C1CCCCCCI)C 631 olc(ccc1C)C(=0)CI[C@ @]1(0)c2c(N(CCC)C1=0)ccc

577 | Olc2cc(C=C(C#N)c3cce(ce3)C)c(OC)cc20C1 c2

578 | Clclee2ne(sc2cc1OC)NC(=0)clccc(ccl)CC 632 | Clclee(ceccl C(=0O)NNC(=0O)cleeneel)C

579 | S=C(NC(=0)clccc(cclC)C)[N-]clceececl 633 | Fclcee([N+](=0)[O-])ccINC(=O)clccc(ecl)-cleceecl

580 | O=C/1N(c2c(ccec2)\C\1=C/clce([nH]c1C)C)cleccecl 634 | S1C(=Cc2ccenc2)C(=0)N=C1NclccceclC

581 | S=C(NC1CC1)NCclcc(OC)cccl 635 | Clclcec(cc1)C(=0)Nclcecc(N)ec10C

582 | s1c2N3C(=NNC3=S)N(CC=C)C(=0)c2c(C)c1C 636 | Clclce(ceclCl)C(OCclec(cecl)C(OC)=0)=0

583 | S(=0)(=0)(N1CCCCCl1)clc2c(cecl)ccec2 637 | slccec1S(=0)(=0)NC(=S)NCI1CCCCC1

584 | Fclecceel[C@@H]1Nc2c(ccec2)C(=0O)N1Cclocecl 638 | O=C/1IN(c2c(ccec2)\C\1=C/clcec(N(C)C)ccl)clceeecl

585 | Clclee(ccclCI)CN(S(=0)(=0)C)clceececl 639 | O(CC(=0)NN=Cclcc(cccl)C)clec2e(ecl)ecec2

586 | O=Cclc2c(n(c1)CC(=0)N1CCc3c(Cl)ccec3)ccec2 640 | O(CC)C(=0)/C(=C/clcc2e(ccl)ccec2)/CHN

587 | slcecec1C(=0)Ncelee2ne(oc2cecl)-clec(C)c(ecl)C 641 | S(CclceececlC)CC(=0)[O-]

588 | Fclcee(cc1)CNC(=0O)[C@H](Oclcccecl)CC 642 | S(=0)(=0)(N1CCC(CC1)C(=0)NN)clc(ce(cc1C)O)C

539 OI1CCC[C@@H]1[C@ @H](NC(=0O)Nclcce(ccl)C(O 643 | S=CINC(C(C(=0)C)=C(N1)C)clcc(OCC)c(O)ccl
CC)=0)C 644 | O=C(NC(C)cl[nH]c2c(nl)ccec2)CI1CC1

590 | s1c2cc(OC)ccc2ncINC(=0O)clecc(cc1C)C 645 | S(C)clnnc(n1C)COclc2nc(cec2eccl)C

591 | S=C(NC(=0)C(C)(C)C)[N-]clccc(ccl)-cloc(ccl)CO 646 | S=C(NCclnccccl)NCCclee(OC)c(OC)ccl

592 | Fclee(NC(=0)Nc2cec(OCC)cc2)ceclC 647 | Clclcc(Cl)ceccINC(=0O)NclIncee(el)C

593 | FC(F)C=1n2ncc(c2N=C(C=1)C)C(=0O)Nclccc(cc1C)C 648 | S1c2n(N=Clclccc(NC(=0)Cc3cceec3)ccl)c(nn2)C

594 | O(C)clcee(ecl)CC(=0)NN=Cclccencl 649 | S(CC(=0O)NCICCCCl1)clnnc(n1C)CICCCCCl1

595 | olccec1C(=0)Ncele2c(cecl)C(=0)N(C2=0)clcccecl 650 | Fclcceec1C(=0)N(CC1=Cc2cc(ccc2NC1=0)C)CC

596 | S(CC(=0)Nclcec(F)cel)cIne(c2CCCCce2nl)C 651 O=CIN(C)C(=0)N(c2n(cnc12)CC(=0)NcIncce(c1)C)

597 S=C(NCI1C2CC3CCI1CC(C2)C3)NC(=0)clcc(OC)ccc C
1 652 | S(CC(=0)NC(C)C)clnnc(n1lC1ICCCCC1)C

508 O1C([O- 653 | O(Cclccececl)cleccc(NC(=0O)Nc2ceec(OC)cc2)cecl
)=C(CC=2C(=0)C=C(0C=20)C)C(=0)C=C1C 654 | s1c2¢(nc1SCC(=0O)N(CC)clccceel)ccec2

599 | s1c2CCCCc2nc1NC(=0)CSCclcceccl 655 | Brclcec(NC(=0)c2noc(c2)-c2cceec2)ccl

600 | Clclcce(CleelC(=0O)Nclcee(ecl)C(=O)N 656 | Brclecc(NC(=0)CC)cec1OC

601 | Clclcee(ccl)C(=O)NNC(=0)clcec(OCC(C)C)ecl 657 | olccec1\C=C\C(=O)Nclcc(cecl)C

602 | olccecI\C=C\C(=0)Nclcc(ccc1OC)C 658 | Clclcec(ccl)C=[N+]([O-])clcee(ccl)C

603 | S=C(NCICCCCI1)N[C@ @H](C)clcc(OC)c(OC)ccl 659 | S=C(Nclce(cecl)C)NNC(=S)NCcelecceel

604 O=C(Nclcc(NC(=0)CC)cccl)clccec([N+](=0)[O- 660 Fclec2e3N([C@H](CCe3c1)C)C(0)=C(C(=0)NCC[N
DclC H+](C)C)C2=0

605 | Clclcc(Cl)ccc1COcleec(cc1OCC)CINH3+] 661 | O(CC(=O)Nclceee(C)clC)cle(ccec1C)C

606 | Clclee(C)e(S(=0)(=0)N2C[C@H](CCC2)C)cclC 662 | ClclcccccINC(=0)[C@ @H](Oclce(Clcecl)C

607 | O(CC(=O)N1CCCCl)clc2c(cccl)ceec? 663 | Fclcee(ccl)\C=N\clcce(ccl)C(=0)[0O-]

608 | S(Cclcee(cc1)C(C)(C)C)elnnnn1 C1ICCCCC1 664 | O(CC)clccceccC=NNC(=0)clcc(NC(=0)C)cccl

609 | O=C(NN=Cclccc(N(CC)CC)ccl)Cnlcc[nH+]c1C 665 O(C)clec(OC)c([N+](=0)[O-

610 | O=C(NN=Cclcc(cccl)C)clceceecl C(=0)[O-] 1)ccIN\C=C(/C#N)\clcce(ccl)CHN

611 | S(Ccloc2c(cc(0OC)cc2)c1C(OCC)=0)clcceecl 666 | S(=0)(=0)(Nclcc(O)c(ccl)C(=0)[O-])clccc(F)ecl




667 | O(C)cleccccINCC(=0O)NN=Cclcc(0OC)c(0OC)ccl 721 | O[C@ @H](C)clnc2c(n1Cclcec(cc1)C(C)C)ceec2
668 | O=C(C)clcc(NC(=0)Nc2en(nc2C(=0)N)CC)cccl 722 FC(F)(F)[C@]1(O)N(N=C(C1)CC)C(=0)[C@H](O)cl
669 | Clclccccc1OCC(=0)NN=Cclcc(OC)cccl cceeel
670 | Clclce(Clcec1C(=0O)Nceleee(N)eelC 723 | Fcle(Oc2cec(O)cec2)c(F)e(F)ncIN1CCCCC1
671 | 01¢(C)e(cclC(OC)=0)CC(=0)c1c(0)cc(O)eclO 724 | O=C(Nclc(cc(cc1C)C)CON\C=C\clccececl
672 | s1c2CCCCc2c2¢1nc(SC)nc2N1CCCC1 725 | O=C(Nclc2nccec2ececl)cleec(ccl)C
673 | O(C)clc(OC)c(0OC)ccclC=CC(=0)N1CCCCl1 726 | nlc2cc(\N=C\c3cccee3)cee2n(c1)C1CCCCC1
674 | Clc1cc2NC(=0)/C(/c2cc1)=C/clce(n(c1C)-clcccecl)C 727 | slc(nnclSCC(=0O)NCclcee(ccl)C)NC(=0)C
675 | Clclcec(OCC(=O)NN=Cc2cc(0)c(OC)cc2)ccl 728 S(=0)(=0)(N[C@ @H](C(=O)NCclcccec10OC)C)clece
676 | Clclcccec1C=CC(=0)NI1CCN(CCl)clcceecl ccl
677 | Fcleee(cc1)COclec(cccl)C[NH2+]C1CCCC1 729 | Felec2¢3nenc(NACCINH+](CC4)CCO)c3[nH]c2ccl
678 | S(=0)(=0)(nlc2cc(C)e(ce2ncl)C)N1CCOCCI 730 | S=CINN=C(N1N=Cclccc(OC)ccl)clnccccl
679 O=CIN(C)C(=0)N(c2n(cnc12)CC(=0)NC1CCCCCC1 731 | O(CC(=O)Nclc(ce(eec1C)C)CO)elccce(ccl)-cleececl
)C 732 | Clclee(cecl)C(=0O)Neleecc(N2CC[NH+](CC2)C)ecl
680 | Clclcecc(F)c1COclecc(NC(=0)C)ccl 733 | O=C(Cnlcc(c2clcecec2)C=0)clcc([N+](=0)[O-])cccl
681 | O(CC(=O)NNC(=0)cIn[nH]c(c1)C)clec(cecl)C 734 | S(C(=Cclcc(0)c(OC)ccl)C(=0)[O-])cInc([nH]n1)C
682 | nlc2c(n([C@ @H](CC)C)c1CC)ccec2 735 O1[C@H](CN(C[C@ @H]1C)C(=0O)Nclcce(ecl)C(OC
683 | Brelcee(ccl)C[NH2+]CC(C)C C)=0)C
684 | Fclcc(F)cec1\N=C\clcc(oc1C)C 736 | O(CC(=0O)NC(C)(C)C)cleec(ccl)CNelnn[nH]nl
685 | S(=0)(=0)(N1CCCCC1)clccc(\N=C\c20oc(cc2)C)ccl 737 | Breleee(OCC(=0)Nc2cce(ce2)CO)eclC
686 | slccec1CC(=0)NN=Cclce(OC)c(OC)ecl 738 | O1CCOc2clcc(NC(=0)[C@H](Oclcccccl)CC)ec2
687 | O=C(Nclcce(cel)C)C(=Celecc(cc]l)CHN)CHN 739 O[C@ @H](Cn1c2CCCCc2c2cc(cccl12)C)CINH2+]Ccl
688 | O(C(=0)clcceecl)cleece(cel)-clnc2n(c1)C=CC=C2 cececl
689 | O1c2cc(\C=C(/C#N)\c3cce(ce3)C)c(OC)cc20C1 740 | slcce(NC(=0)Nc2cc(0OC)c(0C)cc2)c1C(0C)=0
690 | slc(cec1C)C=NNC(=0)CNclccecclC 741 | Felecee(F)cINC(=0)\C=C\clocccl
691 | slccecl-c1n(C(C)C)c(ccl)CCC(=0)[O-] 742 | slc(nnc1SCC(=0O)Nclcc(eeclF)C)C
692 01c2cc(C=NNC(=0)c3ccene3)c([N+](=0)[O- 743 | slcec(C)c1C=NNI1C(=NNCI1=S)clcc(OC)cecl
1)cc20C1 744 | olcceccI\C=C\C(=0)Nclcce(ccl)CC
693 | S(CC(=O)Nclcc(F)ceel)clcceecl 745 s1c2C[C@ @H](CCc2c2cINC(NC2=0)clccc(OC)ccl)
694 | Clclccec(F)c1Cnlc2ce(nc1C(O)C)ceec2 C
695 | Clclce(cec1C(=0)NTCCN(CC1)clec(Cleecl)C 746 | Breleee(-n2c3CC(CC(=0)e3cc2C)(C)C)ecl
696 | O=C1CC(Cc2nc(nccl12)NC(=O)Nclcceecl)(C)C 747 | O(C)clececccINCC(=0)NN=Cclcc2c(ccl)cecce2
697 | Clelee(C(=0)Ne2ceceee2C)e(O)ecl 748 S(=0)(=0)(N1[C@@H](CCC1=0)C(=0)N)clccc(ecl)
698 | Brclcec(OCC(=0O)N2CCc3c2ccec3)cclC C
699 | Clclccc(Clec1C(=0O)Nclceccecl C(F)(F)F 749 | O(Celc2e(cecl)ecce2)cleec(ccIOC)C=NNC(=O)N
700 | S(=0)([O-])(=Nclce(cecl)C(=0)C)clee(cec10C)C 750 | sleceelCC(=0)NN=C(Cclcec(OC)ec)C
701 | Clclece(Cl)ecc1C(=0)NC 751 | S(Cclccc(ccl)C#N)clnne(n1CC)-cleencel
202 | O(©)cle2e(CIC@H]3N(C2)CCe2ee(0C)e(0C)ee23)ce 752 | Cleleec(OCC(=0)c2ce3CCCCe3ce2)cel
c10C 753 | s1c2cc(NC(=0)C)ccc2ncl[N-]C(=S)NC(=0)CCC
703 | Brclcec(OCC(=0)N2CCN(CC2)C=0)cc1C 754 | O=C(NN=C1CCCC1)CNclcceeclC
704 | Brclc2c(ceel)c(cec2)C(=0)[N-]cInn(nnl)CC 755 CIC=1C[C@ @H]2[C@ @H](CC=1)C(=O)N(c1[nH]nc
705 | Clclec2nc(sc2cc1OC)NC(=0)clscecl cHC2=0
206 | SOC(=Cleleee(OCC(C)C)ee NC(=0)[O- 756 | O=C([O-Dclec(N2Cc3ce(C)e(ce3C2)Ceccl
Delne([nH]nl)C 757 | O(CC(=0)N)clcce(cc1)C=NNC(=O)clcc(N(C)C)cccl
707 slc2ne(ne(N[C@H]([C@H](CC)C)C(=0)[O- 758 | Slc2n(nen2)C(=0)[C@ @H]1CC(=0)Nclcec(OC)cel
Dc2ccl1CO)C 759 | O(C(C)C)clcec(ccl)C(=0)Nclececc(NC(=0)CC)ecl
708 | Clclcec(ccINC(=0)Cclecec(ccl)C)C(F)(F)F 760 | O(C)clc(OC)c(OC)cecl C=CC(=0)Nclce(ceclC)C
709 | Clclccc(Cl)cc1\N=C\clcce(F)cel 761 | FC(F)OclccceccINC(=O)cleec(ccl)-cleceeel
710 | Clelcce(Cl)eel-clone(nl)-clece(cel)C 762 | Clclccecc1 C=CC(=0)N1CCC(CC1)C(OCC)=0
711 | nlc2c(n(CC)cl-cleee(ccl)C)ecec? 763 S([C@H](C(=0)N1CCN(CCl)clccceel)C)clecec(eel)
712 S=C(NC[C@ @H]10CCC1)N[C@H](C)clcc(OC)cccl C
ocC 764 | Clclcc2c(OC(=0)C=C2C)cc10Cclcc(cc(c1)C)C
713 | S=C(Nc1cc(OC)c(OC)ccl)NCCclece(F)ecl 765 | 01c(C)c(ccICONC=C(/C#N)\clcceeel
714 | slccecc1C=NNC(=0)clccceclC 766 | slccec1C(=NNC(=0)CSclnc2c(nl1C)cccc2)C
715 | Feleeccc1CNC(=0)Nelec20COc2ccl 767 | Clclcc(N2C(c3cc(OCC)ccc3NC2=0)=C)cccl
716 | Clclcccecc10CC(=O)NN=Cclcc(OC)c(OC)ccl 763 S=C(Nclcce(ccl)[C@H](CC)C)[N-
717 | S=C(NC1C2CC3CC1CC(C2)C3)NC(=0O)clccc(cc1C)C Jelen(ne1C(=0)N)CC
718 | Oclcec(\N=C\c2n(ccc2)-c2cc3c(cc2)ccec3)ecl 769 | Olc2cc(ccc20CHC(=0)Nclc2e3c(CCe3ccc2)ccl
719 | Brelece(NC(=0)CC2(CCCC2)CC(=0)[0-])ccl 770 | S(O0)(=0)(NICCCCI)clece(NC(=0)c2cccee?)ecl
720 | slcee(C)el1CNelec20COc2ccl 771 | O=C(Nclcceeel[C@ @H](CC)C)clee(ee(cl)O)C




O(C)clec2e(ne(nc2C)NC=2NC(=0)[C@ @H](N=2)CC

O=CIN=C(NC2=CIC[NH+](CC2)Cc1[nH]c(cc1C)C)C

772 | co)0-Decl 812 1 cc
773 | O1C(C)=C(C(=0)Nc2ccc(0OCC)cc2)C(=CC1=0)C 813 | Clclcece(ecl-clne(Cl)neccl)C(=0)C
774 | Fcleee(eel)-c1n(CC(C)C)e(ccl)CCC(=0)[0-] 314 Fclcee(ec1)C(OC(=0)clcee(IN+](=0)[0O-
775 | O(C(=0)\C=C\clccceel)clee(C)e(eel)C 1cc1)C(=0)NCC(OCC)=0
776 | sInc2c(nl)cccc2NC(=0)clc(noclC)-clecccecl 315 S(=0)(=0)(C)C1=NC(=0)C2=C(N1)CCN(C2)Ccln(nc
777 | O1CCC[C@H]ICNC(=0)clcc(NC(=0)C(CC)CC)cccl chHOC
778 | olc(nc(CH#N)cIN1CCCCCCI)-clcec(ecl)C 316 O1CC(=Cc2clcccc2)CN1CC2=C(NC(=NC2=0)c2cccc
779 | S=C(NC(=0)C=Cclccc(OC)ccl)[N-]clcec(cc10)C c2)CC1
780 | Clclcc(O[C@H](C(=0)NCCc2ccccc2)C)ecel 817 Brelee(ce(Br)el)-
781 | S=C(Nclcce(N(CC)CC)ecl)NCeleee(Fecl clnce(cc HENTCC2=C(NC(=NC2=0)C(C)C)CCI
782 | O1C=C(CCC1)C[NH+]1CC2=C(NC(=NC2=0)N)CC1 g1g | Clelec(Cheeel-
783 | Clclsc(cnl)CN1CCce2nc(nec2Cl)-cleccecl cloc(ce)EN1CC2=C(NC(=NC2=0)c2cccee2)CC1
784 | Brclence([N+](=0)[O-])cINC(C)C 819 O1CC[NH+](CC1)CI1CCN(CC1l)clcce(necl)NC1=CC(=
785 | S(C)C1=NC(=0)C2=C(N1)CCN(C2)Cclcc(C)c(F)ncl CN(C)C1=0)clecce(NC(=0)c2ece(ce2)C(C)(C)C)elC
786 | O=C1N=C(NC2=CICN(CC2)Ccl[nH]c(cn1)C)C 820 | Brclc2c(scIC[NH+]1CCc3nc(ncc3Cl)-clccencl)ceec2
O(CC)clee(cecl)- 321 FC(F)(F)clcee(cc1)C1=NC(=0)C2=C(N1)CCN(C2)Cc
787 | clnce(cc1)CN1CC2=C(NC(=NC2=0)C2CCCCC2)CC Incencl
1 822 slenc(C)c1CINH+]1CCe2nc(nec2Cl)-
O(CC(O)C[NH2+]C(C)C)clecc(cc10C)CINH2+]C(C)( cleee(cc HCEEF
788 O)C 823 | Fclcc(F)ceel-clncc(ccl)CINH+]1CCc2nc(ncc2C1)N
O(C)clec(cec10C)- 824 | Clclncc(Cl)cc1CN1CC2=C(NC(=NC2=0)CCC)CCl1
789 cInn(c2nenc(N)c12)C[C@ @H](CO)C 825 Brclec2¢([nH]cc2CN2CC3=C(NC(=NC3=0)C3=NCC
290 | INH+]1(CCe2ne(nee2Cl)-clece(N)eel)Celn(ecel)- CC3)CC2)ccl
clec(cecl)CHN 326 S(=0)(=0)([O-]Dcloc(cc1)CN1CCe2nc(nec2Cl)-
791 O=CIN=C(NC2=CI1C[NH+](CC2)Cclcccc(C)c1C)Cl1 clenencl
=NCCCCl1 olc(ccclC)-
29y | Clelec(ece1ChCnleccel CN1CC2=C(NC(=NC2=0)C( 827 | clnn(ccICN1CC2=C(NC(=NC2=0)c2cce(N)ec2)CC1)
C)(C)C)CC1 -clceececl
slc2nceec2ce(- 828 | Brcloc(cc1)CN1CC2=C(NC(=NC2=0)c2sccc2)CCl1
793 c2cc(F)eee2)e1S(=0)(=0)c1cc(F)c(OC)ccl 829 | olnc(ccl-cleccec])CN1CCe2nc(nec2C1)C1CCCCC1
794 | O1c2c(ccec2)C(=0)C(CN2CCc3nc(nec3C2)C)=CIN g30 | O(C)clecc(ec)-
295 | O=CIN=C(NC2=CICN(CC2)Cclenn(clC)- clne(cecc)EN1CC2=C(NC(=NC2=0)C2CC2)CCl1
clececelC)cleencel Feleee(-
296 | S(OCI=NC(=0)C2=C(N1)CC[NH+](C2)Celc2ce(cce 831 | n2nc(C)e(c2)CINH+]2CCe3nc(nee3C2)C2=NCCCC2)c
2nc2clceec2)C cl
797 | O(C)cIn(ne(C)e1CN1CCe2ne(ncc2CHCICCHC g3p | Ocle2ne(cec2eecHENICC2=C(NC(=NC2=0)c2enene
798 Clclcee(Clcecl- 2)CCl
cloc(cc1)CN1CC2=C(NC(=NC2=0)C(C)C)CC1 g33 | S(cloc(ce HEN1CCe2ne(nec2CHCF)(F)F)el [nH]e2e(
799 | S(C)C1=NC(=0)C2=C(N1)CCN(C2)Cclc(n[nH]c1C)C nl)ccec2
FC(F)(F)clcee(cel)- 834 | olc(cecIC[NH+]1CCc2nc(ncc2Cl)-cleenccl)C1CCIC
800 | c1nc2CC[NH+](Cc2cnl)Cclc2e([nH]cl)cecec20Cclee 835 | slee(eel)-cloc(cc)ENTCCe2ne(nec2CHE(C)C
ceel 336 slcceel-c1nc2CC[NH+](Cc2enl)Cclccc(nel)-
301 O=C([O-])C[C@H](C[C@H]([NH3+])C(=0)[O- clee(00)e(OC)ccl
1)C(=0)[O-] 837 ClcIne([nH]c1CN1CC2=C(NC(=NC2=0)c2ccc(Cl)cc2
g0 | Clelec2e(OC(N)=C(CN3CCedne(nce4C3)- )CCHCCCC
c3cce(cc3)C(F)(F)F)C2=0)ccl 838 | slc(cncIN)CN1CC2=C(NC(=NC2=0)c2cncnc2)CCl1
803 | Brelec(encl)C[NH+]1CC2=C(NC(=S)NC2=0)CC1 g3g | O1c2cc(OC)cec2CIC@HI(0)Clelec(IN+](=0)O-
304 Clclcece(cecl)- ])cccl
cInc(cccl)CN1CC2=C(NC(=S)N=C2)CC1 840 CIC=1c2cc(ChHccc20C(=0)C=1CN1CC2=C(NC(=NC2
305 | O=CIN=C(NC2=CICN(CC2)CclccencINC(=0)C(C)( =0)c2cce(cc2)C(E)(E)F)CCI
C)C)C1CC1 841 FC(F)(F)clcc(cecl)CNC(=0)C(=Cclcc(0)c(O)ccl)CH#
806 | O(CCICCN(CHC(OC(C)(C)C)=0)clce(N(C)C)eccl N
slcecel-clnce(cel)C[NH+]1CCe2nc(ncc2C1)- g4y | FCE)F)clcee(eel)-
807 cleencel ¢1nc2CC[NH+](Cc2cn1)Cclc2cc(OC)cec2n(cl)C
gog | Clelecceel-cInee(cc)C[NH+]1CCe2ne(nee2Cl)- 843 | OCICCCINH+](C1)Cclecee(C)elC
cleeencl 44 S(cloc(cc1)CN1CCc2nc(ncc2C1)C1=NCCCCl)cl[nH]
809 | Brclnc(cecl)CN1CCe2ne(SC)ncc2Cl c2ce(cec2nl)C
810 | Clclsc(cc1)CN1CCc2ne(ncc2C1HN 845 slene(-
811 | Clclecee(C)c1C[NH+]1C[C@ @H](O)CCC1 c2cccec2)c1C[NH+]1CCc2nc(ncc2C1)C1CCCCC1
846 | Clclce(C)c(OC2C[NH2+]C2)ccl




847 Brclcee(ecl)- ([C@H](CC3)c12)c(0OC)cccd4OC
cloc(ccl)CN1CC2=C(NC(=NC2=0)c2cncnc2)CCl1 884 | S(C)cInc2CC[NH+](Cc2cnl)Ccl[nH]c2c(c1)ccec?
348 S(=0)(=0)(C)C1=NC(=0)C2=C(N1)CCN(C2)Cclccen Fclcee(ecl)-cle(-
c10CCICC1 885 | c2ccc(F)ee2)e(n(C(C)C)c1CC[C@ @H](O)C[C@ @H](
849 | [NH+]1(CCc2nc(ncc2C1)-clcenccl)Ccel[nH]encl 0)CC(=0)[O-])C(=0O)Nclcceecl
850 | ClcInc(N2CCN(CC2)C(=0O)NC)cenl 336 Clclcee(cc1)C1=NC(=0)C2=C(N1)CC[NH+](C2)CC=
851 Clc1nc2c(cc1C[NH+]1CC3=C(NC(=S)NC3=0)CCl)cc 1C2CC(CC=1)C2(C)C
cc2C 887 | FC(F)(F)clcc(IN+](=0)[O-])c(NCc2cccec2C)ecl
852 O=[N+]([O-])clcc(cccINCelcee([N+](=0)[O- 388 Fclcc\2¢(NC(=0)/C/2=C\c2[nH]c(C)c(C(=O)N[C@H]
Decl)C#HN 3CCN(N(C)C)C34C(=0)C4=0)c2C)ccl
853 | Clclce(cec1C)-clncc(enl)C(OCC)=0 389 O=CI1Nc2cc(\N=C/3\N=C(N4NC=C(CCCC1)C4=N\3)
854 Brclcec2[nH]ce(c2cc1)C[NH+]1CC2=C(NC(SC)=NC2 Nclcc(ceel)C(=0)N(CC[NH+](C)C)C)cec?2
=0)CCl1 890 | O=C([O-])[C@ @H]1CCC[NH+](C1)Cclcce(ccl)C
855 | FC(F)(F)clccecec1C1CCCINH2+]Cl1 891 Fclcc2[nH]cc(c2ec1)C[NH+]1CCc2nc(nec2Cl)-
856 | Fclccc(OC)cc1CNIC[C@H]([NH3+])CC1 clceencl
857 S(C)cl[nH]c(c(nl)-clcec(necl)NCC(CC)C)- 892 | Clclnc(cccl)C(=0O)NCclcc([N+](=0)[O-])cccl
clcec(F)eel 893 FC(F)(F)c1nc2CC[NH+](Cc2cnl1)Cclc2c(n(c1)CC=C)
858 Clclce(encl)CN1CC2=C(NC(=NC2=0)c2ccc(N)cc2)C ccec2
Cl 894 | nlenc2n(nc(c2¢1N)-clec2ce(ccl)ceec2)CC
859 | ClclcenccCN1CCe2nc(nec2C1)C1=NCCCC1 895 Clclcee(ecl)-
360 O(C)clncc(ccl)CINH+]1CCc2nc(ncc2C1)- ¢Inc2CC[NH+](Cc2cn1)Cclc2c(nccl)ccec?
clcee(N)eel 396 Fclc(ceec10[C@H]1C[C@H](NC1)C(OC)=0)C(F)(F)
361 Fclce(enc10C)CN1CC2=C(NC(=NC2=0)c20ccc2)CC F
1 897 | Brclencec1CINH+]1CCce2nc(nec2Cl)-clccc(Cl)ecl
862 | Clclncce(c1)C(=0O)NCclcceeeclC 898 | O1c2¢(OCC1(OC)C=1NCCN=1)cccc2-clcceecl
363 CIC=1c2c(0OC(=0)C=1CN1CCc3nc(ncc3Cl1)- 899 S(=0)(=0)(C)C1=NC(=0)C2=C(N1)CCN(C2)Cclc(cc
clscccl)ceec2 (0OC)cc100)C
364 Fclcce(eeel)- 900 | [NH+]1(CCc2nc(ncc2C1)N)Cclc2c(n(c1)CC=C)cccc?2
¢1[nH]nccICN1CC2=C(NC(=NC2=0)C(C)C)CC1 901 | O(\N=C/I\Cc2c(CC\I[NH3+])cccc2)CCCCclececcl
365 CIC=1¢2cc(F)ccc20CC=1CN1CCc2nc(ncc2Cl)- 902 FC(F)(F)clcce(cc1)C1=NC(=0)C2=C(N1)CCN(C2)Cc
clcencel Inc2c(ccl)ceec20
366 O=[N+]([O-]clcc(IN+](=O0)[O- 903 O=CIN=C(NC2=C1CN(CC2)Ccl1[nH]c([nH+]c1)C)C1
1cccINCCCICC[NH2+]CC1 CCl1
867 | S(C)cInc2CCN(Cc2cnl)Cclocenl 904 S(=0)(=0)(C)cInc2CCN(Cc2cnl)CC=1COc2c(C=1)cc
868 | Clclncne2ne([nH]c12)-clscecl cc2
369 I;C(F)(I;)Cclccc(cc1)C1:NC(:O)C2:C(N1 )JCCN(C2)Cc 905 g:ClNC(:O)CZ:C(Nl )JCC[NH+](C2)Cclc(n(nc1C)C)
cncee
870 | [NH+]1(CCc2nc(ncc2C1)-clcenccl)Celen[nH]cl 906 O=CIN=C(NC2=C1CN(CC2)Cclnc2c(n1CCC)cccc?)
871 | Fclee(C)e(ecl)CINH+]1C[C@ @H](O)CCC1 C(O)C
[Si[(C(C)C)(C(C)C)(C(C)C)cloc(enl)CN1CCe2ne(nee [NH+]1(CCc2nc(ncc2C1)CICCCCCI1)Cclnec2necec2ec
872 2C1)N 907 1
873 | O=CIN=C(NC2=C1CN(CC2)Ccl1[nH]c(cnl)C)N 908 | OC[C@H](C[C@H]([NH3+])C(=0)[O-])C(=0)[O-]
874 | [Si](C\C(=C/CC\C=C(/C[Si](C)(C)CINOM\C)(C)(C)C 909 s1c(C[NH+]2CCc3nc(ncc3C2)-c2ccc(N)ce2)c(nc1C)-
875 | Fclceenc1 CN1CCe2nc(nec2C1)C1=NCCCCl1 clccecel
876 | Clclnenc(cl)-cleecc(OC(F)(F)F)ccl 910 slc(cccC[NH+]1CC2=C(NC(=NC2=0)c2cncnc2)CC1
’77 slcee(C)c1C[NH+]1CC2=C(NC(=NC2=0)C(C)(C)C)C )-cleceec1OC
Cl 911 O=CIN=C(NC2=C1CN(CC2)Cclcn(ncl-clcenccl)-
378 S(C)C1=NC(=0)C2=C(N1)CC[NH+](C2)Cclcc(n(clC cleceec)N
)-clcececl)C 912 | [nH]1¢(C)c(nc1CN1CCc2nc(ncc2C1)C1=NCCCC1)C
879 | Brclcc(F)c(OC2CN(C2)C(OC(C)(C)C)=0)ccl 913 | olccecl-c1nc2CC[NH+](Cc2cnl)Cclnc[nH]c1C
FC(F)(F)Oclcce(ccl)- 914 | Clclccec(C[NH+]2CC(O)CCC2)c1F
880 clncc(ccl)CINH+]1CCc2nc(ncc2C1)-clccencl 915 | [NH+]1(CCc2nc(ncc2C1)N)Cclenencl
881 | Fclce(CN2CCc3nc(nec3C2)C(C)(C)C)ec(OC)ncl 916 Oclc(CN2CC3=C(NC(=NC3=0)C3CCCCC3)CC2)c(c
S(=0)(=0)([O- ncl1C)CO
882 | Dcloc(ccl)CN1CC2=C(NC(=NC2=0)C2CCCCC2)CC 917 | O=[N+]([O-Dclcc(cccINCCCI1CC[NH2+]CCI1)C#N
1 918 S(CC)clcece(ccl)-
O(C)cl1c2[C@H]3C=4C5=NC(C=4[C@ @H](c2c(OC)c clnce(ccl)CN1CC2=C(NC(=NC2=0)c2ccncc2)CC1
383 ¢1)CC3)=Cc1[nH]c(C=c2[nH]c(=CC3=NC(C=4[C@H] 919 Clclcec(ccl)-cInc2CC[NH+](Cc2cnl)Cclen[nH]c1-
6¢7c([C@@H](C3=4)CC6)c(0OC)ccc7OC)=C5)c3[C@ cleec(OC)ccl
H]4c5¢(JC@H](CC4)c23)c(0OC)cccSOC)c2[C@H]3c4c 920 | Fclnce(ccl)CN1CC2=C(NC(=NC2=0)CCC)CC1




991 FC(F)(F)clcce(ccl)- 953 | 01¢(C)c(cc1CN1CCc2ne(ncc2C1)C(C)(C)O)C
¢1nc2CC[NH+](Cc2cnl1)Cclcen(ne1C)C 954 | Clclcee(cclF)C[NH+]1CC(CCC1)C(=0)[O-]
Fclcece(eel)- 955 | S(C)c1nc2CC[NH+](Cc2cnl)Ccl1[nH]c(cc1C)C

922 | cInc(C(=0)N([C@ @H](C)c2cccec2)C)e(nlCC[C@ @ 956 S=CINC(=0)C2=C(N1)CC[NH+](C2)Cclccc(ncl)-
H](0O)C[C@ @H](0)CC(=0)[O-DC(C)C clcceec1 C(F)(F)F

923 Clelec(ceclCl)- 957 olc(cccl C[NH+]1CCc2nc(ncc2C1)-clecencl)-
clncc(ccl)CINH+]1CCc2nc(ncc2C1)CCC clee(IN+](=0)[O-])cccl

924 S(=0)(=0)(C)C1=NC(=0)C2=C(N1)CCN(C2)Cclccc( 953 FC(F)(F)Oclcc(cecl)-

F)ncl clnce(ccl)CINH+]1CCc2nc(ncc2C1)C1=NCCCC1
gp5 | Feleceeel [C@H|([C@@H(INH+](C)O)CICCCCCT) 959 | slceece1C1=NC(=0)C2=C(N1)CCN(C2)Cclnc(sc1)C
CC[NH+]1CCN(CCl)cleccec10OC 960 | Clclccec(F)c1CN1C[C@H]([NH3+])CC1

926 | S=CINC(=0)C2=C(N1)CC[NH+](C2)Ccloc(cc)C 961 | Brclenc(ChnclNclece(OC)ccl

927 | Clelcec(ecl)-clsc(enl)CN1CCe2ne(nec2CHC 962 | nlc2c(ce(ce2)-c2nn(c3nenc(N)c23)C(C)C)eccIN

gpg | Steccel-clnn(cclCINH+]1CCe2ne(nec2CHCE)E)F)- Brc1cc2c(OC(=0)C(CN3CCc4nc(ncc4C3)CCC)=C2CI
clceceel 963 )ecl

929 O=CIN=C(NC2=C1CN(CC2)Ccln[nH]c(c1)C)cleee( 964 | O(C)clece(encl)CINH+]1CCc2nc(ncc2C1)N
N)cel 965 O(clnccecCN1CC2=C(NC(=NC2=0)c2cncnc2)CCl)

930 | S=CINC(=0)C2=C(N1)CC[NH+](C2)Ccln(nc(c1)C)C Cl1CCcccCl

931 | [nH]1c2cc(cec2ecl)-cInn(c2nenc(N)c12)C Clclece(cel)-

o3 | Feleee(FiecININ=C(C(=0)C)C(CT)(CCCNT[C@H]2 966 | 1 nc2CCINHA](Ce2en])Celcce(0C2CCCC2)nel
C[C@H](OC2)Cl)cleccecl 967 olc(cccC[NH+]1CC2=C(NC(=NC2=0)c2ccccc2)CC1

933 | FC(F)(F)clcce(ecl)-cInc2CCN(Cc2c¢nl)Cclcecenc10C )-clceceel

934 | Clclce(enc10OC)B(0)O 968 O(CCI1CC1)clnccec1CN1CCc2nc(nec2Cl)-

935 Fclcece(F)cc1C1=NN(C(=0O)NCC)C(C1)(CCCCO)clcc clcee(N)eel
cccl 969 Fclcececl [C@H]([C@ @H](NC(=0)N(C)C)CICCCC

936 Clclcee(Clecl-cloc(ccl)CINH+]1CCc2nc(ncc2Cl)- C1)CC[NH+]1CCN(CCl1)clcceecl1OC
clenencl 970 FC(F)(F)clcce(ccl)-

937 | Clclenee(Cl)c1C[NH+]1CCc2nc(nec2C1)C(C)C ¢1nc2CC[NH+](Cc2cn1)Cclnen(cl)C

938 | slccecl-c1[nH]lncc1CINH+]1CCc2nc(ncc2Cl1)-clscecl P(OC[C@H]10[C@ @H](n2c3ncnc(N)c3nc2)[C@H](

939 | Brclc2e(sc1C[NH+]1CCc3nc(ncc3C1)CICCl)cccec?2 971 | O)[C@ @H]10C(=0)C/1=CCCC\C\1=N/C)(OP(OP(O)

940 | Clclnce(ccl)C(=0O)NCclccencl (=0)[0-DH(=0)[0-DH(=0)[0-]

941 Clc1In(nc(C)c1C[NH+]1CCc2nc(ncc2Cl)-clscecl)- 972 | S(C)C1=NC(=0)C2=C(N1)CCN(C2)Cclc(noclC)C
clcececl 973 O=CIN=CC=C(NCc2ncccc2)Clcl[nH]c2c(nl)c(cc(-

942 | S=CINC2=C(CN(CC2)Cc2nc3ncccec3cc2)C=N1 nlcencl)c2)C

943 O=C([O-])[C@H]1CCC[NH+](C1)Cclcc([N+](=0)[O- 974 | Brclee(sc1)CN1CCc2nc(ncc2Cl)-clece(N)ceel
Dcecl 975 Fclcc([N+](=0)[O-])c20C=C(CN3CCc4nc(ncc4C3)-

944 | O(C(C)(C)C)C(=0O)NcInc(cecl)C(O)cleceecl c3cnene3)C(=0)c2cl

945 Clclce(cec100)- 976 S(cloc(cc1)CN1CCc2nc(ncc2Cl)-
cloc(ccl)CNI1CC2=C(NC(=NC2=0)C2CCCCC2)CC1 clocccl)cl[nH]c2cc(cee2nl)C

946 ClcInc2cc(cec2ecC[NH+]1CC2=C(NC(=NC2=0)CC O1[C@]2(0O[C@ @H](CC(=C2)C)[C@ @H](\C=C\[C
C)CC1)C @@H]20[C@ @]3(0O[C@@H]4[C@H](O[C@H]([C@

947 | FCE)(F)elece(ce)CI=NC(=0)C2=C(N1)CCN(C2)Ce 977 | @H](O)C[C@H](C)[C@H]50[C@]6(OCCCCH)CC[C
1enn(CCO)c1C @H]5C)C(=C)[C@H]J40)CC3)CC2)C)[C@H](0O)CC]

948 | Brelee(sc1)CN1CCe2nc(ncc2C1)-clocecl C@H]IC[C@@](0)(C(=0)[O-]C

949 | Clclnc(ncclC(C)C)C(CO)C 978 slc2ncccc2ec1C[NH+]1CC2=C(NC(=NC2=0)c2ccccc

950 | Clclnc(cenl)-cleec(ccl)C(C)(C)C 2)CC1

951 | O=CIN=C(NC2=CICN(CC2)Cclne(ceel)- 979 | Clelee(ceel)C=1Ne2e(cc(0C)cc2)C(=0)C=1
clec(IN+](=0)[0-])cecl)clecencl 950 | Clelece(eeD-
S(CC[C@H](NC(=0)[C@@H](NC(=0)[C@ @H](NC( clsc(en)C[NH+]1CC2=C(NC(=S)N=C2)CCl
=0)[C@ @H](NC(=0)[C@ @H]([NH3+])CS)CCC[NH 981 Felece(eel)-

952 | +]=C(N)N)[C@H](CC)C)CCC[NH+]=C(N)N)C(=O)N cleee(Oe2ec(C)c(\[INH+]=C\N(CC)C)cc2C)ccl
[C@H](C(=0)NC(C(=O)NCC(=O)N[C@H](C(=0)[O- 982 | Clclncc(ccl)CN1CC2=C(NC(=NC2=0)C(F)(F)F)CCl1

1CS)C)CO)C




