
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 

Method: Pharmacological Effect 

References: 1 

Structure: [NH4+] 

  

Name: Methylamine 

Method: Pharmacological Effect 

References: 1 

Structure: C[NH3+] 

  

Name: Dimethylamine 

Method: Pharmacological Effect 

References: 1 

Structure: C[NH2+]C 

  

Name: Ethylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CC[NH3+] 

  

Name: Isopropylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CC(C)[NH3+] 

  

Name: Propylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CCC[NH3+] 

  

Name: Trimethylamine 

Method: Pharmacological Effect 

References: 1 

Structure: C[NH+](C)C 

  

Name: Ethylenediamine 

Method: Pharmacological Effect 

References: 1 

Structure: NCC[NH3+] 

  

Name: Ethanolamine; 2-aminoethanol 

Method: Pharmacological Effect 

References: 1 

Structure: [NH3+]CCO 

  

Name: Imidazole 

Method: Pharmacological Effect 

References: 1, 229 

Structure: c1c[nH]cn1 

  

Name: Butylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CCCC[NH3+] 

  

Name: Diethylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CC[NH2+]CC 

  

Name: Isobutylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CC(C)C[NH3+] 

  

Name: S-butylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CCC(C)[NH3+] 

  

Name: T-butylamine 

Method: Pharmacological Effect 

References: 1 

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

  

Name: 1,2-Diaminopropane 

Method: Pharmacological Effect 

References: 1 

Structure: CC([NH3+])CN 

  

Name: 2-Methylaminoethanol 

Method: Pharmacological Effect 

References: 1 

Structure: C[NH2+]CCO 

  

Name: Isopropanolamine 

Method: Pharmacological Effect 

References: 1 

Structure: CC(O)C[NH3+] 

  

Name: Pentylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CCCCC[NH3+] 

  

Name: N,N-Dimethylethylenediamine 

Method: Pharmacological Effect 

References: 1 

Structure: CNCC[NH2+]C 

  

Name: 2-amino-1-butanol 

Method: Pharmacological Effect 

References: 1 

Structure: CCC([NH3+])CO 

  

Name: 2-amino-2-methyl-1-propanol 

Method: Pharmacological Effect 

References: 1 

Structure: CC(C)([NH3+])CO 
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Name: 2-Dimethylaminoethanol 

Method: Pharmacological Effect 

References: 1 

Structure: C[NH+](C)CCO 

  

Name: 4-amino-1-butanol 

Method: Pharmacological Effect 

References: 1 

Structure: [NH3+]CCCCO 

  

Name: Hexylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CCCCCC[NH3+] 

  

Name: Triethylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CC[NH+](CC)CC 

  

Name: 3-Dimethylamino-1-propylamine 

Method: Pharmacological Effect 

References: 1 

Structure: C[NH+](C)CCC[NH3+] 

  

Name: 3-Dimethylamino-1-propanol 

Method: Pharmacological Effect 

References: 1 

Structure: C[NH+](C)CCCO 

  

Name: 2-Amino-2-methyl-1,3-propanediol 

Method: Pharmacological Effect 

References: 1 

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

  

Name: beta-Dimethylaminoethylchloride 

Method: Pharmacological Effect 

References: 1 

Structure: C[NH+](C)CCCl 

  

Name: N,N-Diethylaminoethylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CC[NH+](CC)CCN 

  

Name: 2-(diethylamino)ethanol 

Method: Pharmacological Effect 

References: 1 

Structure: CC[NH+](CC)CCO 

  

Name: 2-Dimethylamino-2-methyl-1-propanol 

Method: Pharmacological Effect 

References: 1 

Structure: C[NH+](C)C(C)(C)CO 

  

Name: N,N-Dimethyl-3-chloropropylamine 

Method: Pharmacological Effect 

References: 1 

Structure: C[NH+](C)CCCCl 

  

Name: Dibutylamine 

Method: Pharmacological Effect 

References: 1 

Structure: CCCC[NH2+]CCCC 

  

Name: Triethanolamine 

Method: Pharmacological Effect 

References: 1 

Structure: OCC[NH+](CCO)CCO 

  

Name: Phentermine 

Method: Pharmacological Effect 

References: 6, 512 

Structure: CC(C)([NH3+])Cc1ccccc1 

  

Name: Chlorphentermine 

Method: Pharmacological Effect 

References: 6, 512 

Structure: CC(C)([NH3+])Cc1ccc(Cl)cc1 

  

Name: Fenfluramine 

Method: Pharmacological Effect 

References: 6, 516 

Structure: CCC(C)([NH3+])Cc1ccc(cc1)C(F)(F)F 

  

Name: Alprenolol 

Method: Uptake/Binding 

References: 3 

Structure: CC(C)[NH2+]CC(O)COc1ccccc1CC=C 

  

Name: Propranolol 

Method: Uptake/Binding 

References: 3, 4, 6 

Structure: CC(C)[NH2+]CC(O)COc1cccc2ccccc12 

  

Name: Nortriptyline 

Method: Pharmacological Effect 

References: 6, 522 

Structure: C[NH2+]CCC=C1c2ccccc2CCc2ccccc12 

  

Name: Mianserin 

Method: Pharmacological Effect 

References: 6, 510 

Structure: C[NH+]1CCN2C(C1)c1ccccc1Cc1ccccc21 

  

Name: Amitriptyline 

Method: Pharmacological Effect 

References: 6, 512 

Structure: C[NH+](C)CCC=C1c2ccccc2CCc2ccccc12 

  

Name: Maprotiline 

Method: Pharmacological Effect 

References: 6, 523 

Structure: C[NH2+]CCCC12CCC(c3ccccc13)c1ccccc21 

  

Name: Perhexiline 

Method: Pharmacological Effect 

References: 2, 6, 510 



Structure: 
C1CCC(CC1)C(CC1CCCC[NH2+]1)C1CCC

CC1 

  

Name: Promazine 

Method: Uptake/Binding 

References: 6, 175 

Structure: C[NH+](C)CCCN1c2ccccc2Sc2ccccc12 

  

Name: Iprindole 

Method: Pharmacological Effect 

References: 6, 512 

Structure: C[NH+](C)CCCn1c2CCCCCCc2c2ccccc12 

  

Name: Cyanopindolol 

Method: Uptake/Binding 

References: 3 

Structure: 
CC(C)(C)[NH2+]CC(O)COc1cccc2[nH]c(cc1

2)C#N 

  

Name: N3246; Neutral red 

Method: Fluorescence Microscopy 

References: 583 

Structure: CN(C)c1ccc2nc3cc(C)c(N)cc3nc2c1 

  

Name: Noxiptiline 

Method: Pharmacological Effect 

References: 6, 512 

Structure: C[NH+](C)CCON=C1c2ccccc2CCc2ccccc12 

  

Name: Chlorcyclizine 

Method: Pharmacological Effect 

References: 2, 6, 718 

Structure: C[NH+]1CCN(CC1)C(c1ccccc1)c1ccc(Cl)cc1 

  

Name: Biperiden 

Method: Uptake/Binding 

References: 5 

Structure: 
OC(CC[NH+]1CCCCC1)(C1CC2CC1C=C2)

c1ccccc1 

  

Name: Clomipramine 

Method: Fluorescence Microscopy 

References: 6, 522 

Structure: C[NH+](C)CCCN1c2ccccc2CCc2ccc(Cl)cc12 

  

Name: Chloroquine 

Method: Pharmacological Effect 

References: 673 

Structure: 
CC[NH+](CC)CCCC(C)Nc1cc[nH+]c2cc(Cl)

ccc12 

  

Name: 
D113; 5-dimethylaminonaphthalene-1-(N-(5-

aminopentyl))sulfonamide (dansyl cadaverine) 

Method: Fluorescence Microscopy 

References: 51 

Structure: 
CN(C)c1cccc2c(cccc12)S(=O)(=O)NCCCCC[

NH3+] 

  

Name: Hydroxychloroquine 

Method: Fluorescence Microscopy 

References: 45 

Structure: 
CC[NH+](CCO)CCCC(C)Nc1cc[nH+]c2cc(C

l)ccc12 

  

Name: L7534; LysoTracker® Green DND-153 

Method: Fluorescence Microscopy 

References: 663 

Structure: 
C[NH+](C)CCNc1ccc2-

c3nc4ccccc4n3C(=O)c3cccc1c23 

  

Name: Indomethacin 

Method: Fluorescence Microscopy 

References: 127 

Structure: 
COc1ccc2n(C(=O)c3ccc(Cl)cc3)c(C)c(CC([O

-])=O)c2c1 

  

Name: 11 

Method: Uptake/Binding 

References: 7 

Structure: 
CC(C)C(C(=O)[N-]C#N)c1cccc(c1)-

c1ccc(cc1)N1CC[NH2+]CC1 

  

Name: L7545; LysoTracker® Yellow/Blue DND-160 

Method: Fluorescence Microscopy 

References: 654 

Structure: 
C[NH+](C)CCNC(=O)COc1ccc(cc1)-

c1cnc(o1)-c1ccncc1 

  

Name: Thioridazine 

Method: Uptake/Binding 

References: 6, 175, 510 

Structure: 
CSc1ccc2Sc3ccccc3N(CCC3CCCC[NH+]3C)

c2c1 

  

Name: Tamoxifen 

Method: Pharmacological Effect 

References: 2, 6, 510 

Structure: 
CC\C(c1ccccc1)=C(/c1ccccc1)c1ccc(OCC[N

H+](C)C)cc1 

  

Name: L7533; LysoTracker® Blue DND-167  

Method: Fluorescence Microscopy 

References: 655 

Structure: 
C1C[NH+](CCO1)Cc1c2ccccc2c(C[NH+]2C

COCC2)c2ccccc12 

  

Name: Mefloquine 

Method: Fluorescence Microscopy 

References: 529, 530 

Structure: 
OC(C1CCCC[NH2+]1)c1cc(nc2c(cccc12)C(F

)(F)F)C(F)(F)F 

  

Name: 

D1552; N-(3-((2,4-

dinitrophenyl)amino)propyl)-N-(3-

aminopropyl)methylamine, dihydrochloride 

DAMP 

Method: histo 

References: 598 

Structure: 
C[NH+](CCC[NH3+])CCCNc1ccc(cc1N(=O)

=O)N(=O)=O 



  

Name: 
D10460; Dapoxyl® (2-

aminoethyl)sulfonamide 

Method: Fluorescence Microscopy 

References: 682 

Structure: 
CN(C)c1ccc(cc1)-c1cnc(o1)-

c1ccc(cc1)S(=O)(=O)NCC[NH3+] 

  

Name: L7535; LysoTracker® Green DND-189 

Method: Fluorescence Microscopy 

References: 352 

Structure: 
O=C1c2cccc3c(NCCN4CCOCC4)ccc(-

c4nc5ccccc5n14)c23 

  

Name: L7526; LysoTracker® Green DND-26 

Method: Fluorescence Microscopy 

References: 500, 584 

Structure: 
C[NH+](C)CCNC(=O)CCC1=[N+]2C(C=C1)

=Cc1c(C)cc(C)n1[B-]2(F)F 

  

Name: L7528; LysoTracker® Red DND-99 

Method: Fluorescence Microscopy 

References: 584 

Structure: 
C[NH+](C)CCNC(=O)CCC1=[N+]2C(C=C1)

=Cc1ccc(-c3ccc[nH]3)n1[B-]2(F)F 

  

Name: Mepacrine; Quinacrine 

Method: Fluorescence Microscopy 

References: 6, 127, 510 

Structure: 
CC[NH+](CC)CCCC(C)Nc1c2ccc(Cl)cc2[nH

+]c2ccc(OC)cc12 

  

Name: Trifluoperazine 

Method: Uptake/Binding 

References: 5 

Structure: 
CN1CC[NH+](CCCN2c3ccccc3Sc3ccc(cc23)

C(F)(F)F)CC1 

  

Name: Disobutamide 

Method: Cell Fractionation 

References: 6, 513 

Structure: 
CC(C)[NH+](CCC(CC[NH+]1CCCCC1)(C(

N)=O)c1ccccc1Cl)C(C)C 

  

Name: 
Tilorone; [2,7-bis-[2-

(diethylamino)ethoxy]fluoren-9 

Method: Fluorescence Microscopy 

References: 6, 517, 518 

Structure: 
CC[NH+](CC)CCOc1ccc-

2c(c1)C(=O)c1cc(OCC[NH+](CC)CC)ccc-21 

  

Name: Diltiazem 

Method: Uptake/Binding 

References: 5 

Structure: 
COc1ccc(cc1)C1Sc2ccccc2N(CC[NH+](C)C)

C(=O)C1OC(C)=O 

  

Name: Triparanol 

Method: Pharmacological Effect 

References: 6, 520 

Structure: 
CC[NH+](CC)CCOc1ccc(cc1)C(O)(Cc1ccc(

Cl)cc1)c1ccc(C)cc1 

  

Name: 1 

Method: Fluorescence Microscopy 

References: 7 

Structure: 

CN1CCN(CC1)c1nc(cs1)-

c1ccc(cc1)C(=O)NC1(CCCCC1)C(=O)[N-

]C#N 

  

Name: Verapamil 

Method: Uptake/Binding 

References: 5 

Structure: 
COc1ccc(CC[NH+](C)CCCC(C#N)(C(C)C)c

2ccc(OC)c(OC)c2)cc1OC 

  

Name: 10 

Method: Uptake/Binding 

References: 7 

Structure: 

CCC[NH+]1CCN(CC1)c1nc(cs1)-

c1ccc(cc1)C(=O)NC1(CCCCC1)C(=O)[N-

]C#N 

  

Name: F7030; FUN® 1 

Method: Fluorescence Microscopy 

References: 606 

Structure: 
C[n+]1c(sc2ccccc12)\C=C1/C=C(Cl)N(c2ccc

cc2)c2ccccc12 

  

Name: 

T3166; N-(3-triethylammoniumpropyl)-4-(6-

(4-

(diethylamino)phenyl)hexatrienyl)pyridinium 

dibromide FM® 4-64 

Method: NA 

References: Invi 

Structure: 
CCN(CC)c1ccc(cc1)\C=C\C=C\C=C\c1cc[n+

](CCC[N+](CC)(CC)CC)cc1 

  

Name: Desethylamiodarone 

Method: Cell Fractionation 

References: 6, 24, 521 

Structure: 
CCCCc1oc2ccccc2c1C(=O)c1cc(I)c(OCC[N

H2+]CC)c(I)c1 

  

Name: Amiodarone 

Method: Pharmacological Effect 

References: 2, 6, 24, 42, 510 

Structure: 
CCCCc1oc2ccccc2c1C(=O)c1cc(I)c(OCC[N

H+](CC)CC)c(I)c1 

  

Name: 

N3524; 6-((N-(7-nitrobenz-2-oxa-1,3- diazol-

4-yl)amino)hexanoyl)sphingosyl 

phosphocholineNBD C6-sphingomyelin 

Method: Fluorescence Microscopy 

References: 636 

Structure: 

CCCCCCCCCCCCC\C=C\C(O)C(COP([O-

])(=O)OCC[N+](C)(C)C)NC(=O)CCCCCNc1

ccc(c2nonc12)N(=O)=O 

  

Name: Azithromycin 



Method: Cell Fractionation 

References: 162 

Structure: 

CCC1OC(=O)C(C)C(OC2CC(C)(OC)C(O)C(

C)O2)C(C)C(OC2OC(C)CC(C2O)[NH+](C)

C)C(C)(O)CC(C)C[NH+](C)C(C)C(O)C1(C)

O 

  

Name: Netilmicin 

Method: Pharmacological Effect 

References: 23 

Structure: 

CC[NH2+]C1CC([NH3+])C(OC2OC(C[NH3

+])=CCC2[NH3+])C(O)C1OC1OCC(C)(O)C(

[NH2+]C)C1O 

  

Name: 3-Aminopropanal 

Method: Fluorescence Microscopy 

References: 11 

Structure: [NH3+]CCC=O 

  

Name: Stilbamidine 

Method: Fluorescence Microscopy 

References: 127 

Structure: 
NC(=[NH2+])c1ccc(cc1)\C=C\c1ccc(cc1)C(N

)=[NH2+] 

  

Name: Hydroxystilbamide 

Method: Fluorescence Microscopy 

References: 127 

Structure: 
NC(=[NH2+])C1=CC(=O)C(/C=C1)=C/C=C

1C=CC(C=C1)=C(N)N 

  

Name: Antrycide 

Method: Fluorescence Microscopy 

References: 127 

Structure: 
CN1C(C)=CC(=[NH2+])c2cc(Nc3cc(C)[n+](

C)c(N)n3)ccc12 

  

Name: Dexamethasone 

Method: Fluorescence Microscopy 

References: 127 

Structure: 
CC1CC2C3CCC4=CC(=O)C=CC4(C)C3(F)C

(O)CC2(C)C1(O)C(=O)CO 

  

Name: Eosin 

Method: Fluorescence Microscopy 

References: 127 

Structure: 

[O-

]C(=O)c1ccccc1C1=C2C=C(Br)C(=O)C(Br)=

C2Oc2c(Br)c([O-])c(Br)cc12 

  

Name: Anthracene 

Method: Fluorescence Microscopy 

References: 127 

Structure: C1=CC2=CC3=C(C=CC=C3)C=C2C=C1 

  

Name: Vitamin A 

Method: Fluorescence Microscopy 

References: 127 

Structure: 
CC(\C=C\C=C(C)\C=C\C1=C(C)CCCC1(C)C

)=C/CO 

  

Name: Uroporphyrin I 

Method: Fluorescence Microscopy 

References: 127 

Structure: 

[O-]C(=O)CCc1c(CC([O-

])=O)c2cc3[nH]c(cc4[nH]c(cc5nc(cc1n2)c(C

C([O-])=O)c5CCC([O-])=O)c(CC([O-

])=O)c4CCC([O-])=O)c(CC([O-

])=O)c3CCC([O-])=O 

  

Name: Amantadine 

Method: Pharmacological Effect 

References: 5, 229 

Structure: [NH3+]C12CC3CC(CC(C3)C1)C2 

  

Name: Atropine 

Method: Pharmacological Effect 

References: 5, 229 

Structure: 
C[NH+]1C2CCC1CC(C2)OC(=O)C(CO)c1cc

ccc1 

  

Name: LCL284 

Method: Pharmacological Effect 

References: 13 

Structure: 
CCCCCCCCCCCCCC[NH2+]C(C)C(O)c1cc

ccc1 

  

Name: LCL204 

Method: Pharmacological Effect 

References: 13 

Structure: 
CCCCCCCCCCCCCC[NH2+]C(CO)C(O)c1c

cc(cc1)N(=O)=O 

  

Name: 
MSDH; O-methyl-serine dodecylamine 

hydrochloride 

Method: Pharmacological Effect 

References: 44, 46 

Structure: CCCCCCCCCCCCNC(=O)C([NH3+])COC 

  

Name: Serine Dodecylamide; SDA 

Method: Pharmacological Effect 

References: 46 

Structure: CCCCCCCCCCCCNC(=O)C([NH3+])CO 

  

Name: N-dodecylimidazole 

Method: Pharmacological Effect 

References: 46 

Structure: CCCCCCCCCCCCn1ccnc1 

  

Name: Dansylamylamine; MDH 

Method: Fluorescence Microscopy 

References: 62 

Structure: CCCCCNS(=O)(=O)c1cccc2c(cccc12)N(C)C 

  

Name: D-tubocurarine 

Method: Cell Fractionation 

References: 73 

Structure: 

COc1cc2CC[NH+](C)C3Cc4ccc(Oc5c(O)c(O

C)cc6CC[N+](C)(C)C(Cc7ccc(O)c(Oc1cc23)

c7)c56)cc4 



  

Name: PPC; Pyridinium Zn (II) phthalocyanine 

Method: Fluorescence Microscopy 

References: 87 

Structure: 

C(c1ccc2c3nc(nc4n5[Zn]n6c(nc7nc(nc5c5cc(

C[n+]8ccccc8)ccc45)c4ccc(C[n+]5ccccc5)cc7

4)c4ccc(C[n+]5ccccc5)cc4c6n3)c2c1)[n+]1cc

ccc1 

  

Name: TSPC; Tetrasulfonated Zn(II) phthalocyanine 

Method: Fluorescence Microscopy 

References: 87 

Structure: 

[O-

]S(=O)(=O)c1ccc2c3nc(nc4n5[Zn]n6c(nc7nc(

nc5c5cc(ccc45)S([O-

])(=O)=O)c4ccc(cc74)S([O-

])(=O)=O)c4ccc(cc4c6n3)S([O-

])(=O)=O)c2c1 

  

Name: Hypericin 

Method: Fluorescence Microscopy 

References: 90 

Structure: 

Cc1cc(O)c2C(=O)c3c(O)cc([O-])c4c5c([O-

])cc(O)c6C(=O)c7c(O)cc(C)c8c1c2c(c34)c(c7

8)c56 

  

Name: 
EtNBS; 5-ethylamino-9-diethyl-

aminobenzo[a]phenothiazinium chloride 

Method: Fluorescence Microscopy 

References: 96 

Structure: 
CC\N=C1/C=C2Sc3cc(ccc3N=C2c2ccccc12)

N(CC)CC 

  

Name: Ofloxacin 

Method: Fluorescence Microscopy 

References: 97 

Structure: 
CC1COc2c(N3CCN(C)CC3)c(F)cc3C(=O)C(

=CN1c23)C([O-])=O 

  

Name: Norfloxacin 

Method: Fluorescence Microscopy 

References: 97 

Structure: 
CCN1C=C(C([O-

])=O)C(=O)c2cc(F)c(cc12)N1CC[NH2+]CC1 

  

Name: Lomefloxacin 

Method: Fluorescence Microscopy 

References: 97 

Structure: 

CCN1C=C(C([O-

])=O)C(=O)c2cc(F)c(N3CC[NH2+]C(C)C3)c

(F)c12 

  

Name: BAYy3118 

Method: Fluorescence Microscopy 

References: 97 

Structure: 

[O-

]C(=O)C1=CN(C2CC2)c2c(Cl)c(N3CC4CCC

[NH2+]C4C3)c(F)cc2C1=O 

  

Name: Cyamemazine; CMZ 

Method: Fluorescence Microscopy 

References: 101 

Structure: 
CC(CN1c2ccccc2Sc2ccc(cc12)C#N)C[NH+](

C)C 

  

Name: PCI-0123; Lutetium Texapyrin 

Method: Fluorescence Microscopy 

References: 110 

Structure: 

CCC1=C(CC)/C2=C/C3=N/C(=C\N=C4\C=C

(OCCOCCOCCOC)C(OCCOCCOCCOC)=C\

C\4=N\C=C4/N=C(/C=C\1N2[Lu])C(CCCO)

=C/4C)/C(C)=C3CCCO 

  

Name: NBA 

Method: Fluorescence Microscopy 

References: 112 

Structure: 
CCN(CC)c1ccc2N=C3C(Oc2c1)=CC(=N)c1c

cccc31 

  

Name: NBA-6I 

Method: Fluorescence Microscopy 

References: 112 

Structure: 
CCN(CC)c1ccc2N=C3c4ccccc4C(=N)C(I)=C

3Oc2c1 

  

Name: NBS 

Method: Fluorescence Microscopy 

References: 112 

Structure: 
CCN(CC)c1ccc2N=C3C(Sc2c1)=CC(=[NH2+

])c1ccccc31 

  

Name: NBS-6I 

Method: Fluorescence Microscopy 

References: 112 

Structure: 
CCN(CC)c1ccc2N=C3c4ccccc4C(=N)C(I)=C

3Sc2c1 

  

Name: Sat-NBS 

Method: Fluorescence Microscopy 

References: 112 

Structure: 
CCN(CC)c1ccc2N=C3C(Sc2c1)=CC(=[NH2+

])C1=C3CCCC1 

  

Name: Sat-NBS-6I 

Method: Fluorescence Microscopy 

References: 112 

Structure: 
CCN(CC)c1ccc2N=C3C4=C(CCCC4)C(=N)

C(I)=C3Sc2c1 

  

Name: AlPcS2a 

Method: Fluorescence Microscopy 

References: 125 

Structure: 

O[Al-

]1(O)n2c3cc4nc(cc5n1c(cc1nc(cc2c2ccccc32)

c2cccc(c12)S([O-])(=O)=O)c1cccc(c51)S([O-

])(=O)=O)c1ccccc41 

  

Name: Gimatecan 

Method: Fluorescence Microscopy 

References: 130 



Structure: 
CCC1(O)C(=O)OCC2=C1C=C1N(Cc3c1nc1c

cccc1c3\C=N\OC(C)(C)C)C2=O 

  

Name: 

DADP-o; 5,15-di[4-(N-

trimethylaminophenyl)-10,20-

diphenylporphyrin 

Method: Fluorescence Microscopy 

References: 138 

Structure: 

C[N+](C)(C)c1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccc(cc2)[N+](C)(C)C)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2 

  

Name: Tilmicosin 

Method: Cell Fractionation 

References: 145 

Structure: 

CCC1OC(=O)CC(O)C(C)C(OC2OC(C)C(O)

C(C2O)[NH+](C)C)C(CC[NH+]2CC(C)CC(

C)C2)CC(C)C(=O)\C=C\C(C)=C\C1COC1O

C(C)C(O)C(OC)C1OC 

  

Name: Roxithromycin 

Method: Cell Fractionation 

References: 160 

Structure: 

CCC1OC(=O)C(C)C(OC2CC(C)(OC)C(O)C(

C)O2)C(C)C(OC2OC(C)CC(C2O)[NH+](C)

C)C(C)(O)CC(C)\C(=N\OCOCCOC)C(C)C(

O)C1(C)O 

  

Name: Erythromycin 

Method: Cell Fractionation 

References: 160 

Structure: 

CCC1OC(=O)C(C)C(OC2CC(C)(OC)C(O)C(

C)O2)C(C)C(OC2OC(C)CC(C2O)[NH+](C)

C)C(C)(O)CC(C)C(=O)C(C)C(O)C1(C)O 

  

Name: Sertraline 

Method: Uptake/Binding 

References: 175 

Structure: 
C[NH2+]C1CCC(c2ccc(Cl)c(Cl)c2)c2ccccc1

2 

  

Name: Perazine 

Method: Uptake/Binding 

References: 175 

Structure: 
CN1CC[NH+](CCCN2c3ccccc3Sc3ccccc23)

CC1 

  

Name: IR-1 

Method: Fluorescence Microscopy 

References: 193 

Structure: 

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

CCCS([O-

])(=O)=O)c4ccccc4C3(C)C)=C\2Oc2ccc(CC

C(=O)NCC3OC(O)C([NH3+])C(O)C3O)cc2)

N(CCCCS([O-])(=O)=O)c2ccccc12 

  

Name: IR-2 

Method: Fluorescence Microscopy 

References: 193, 506 

Structure: 

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

CCCS([O-

])(=O)=O)c4ccccc4C3(C)C)=C\2Oc2cccc(OC

CCC[NH2+]CC3OC(O)C([NH3+])C(O)C3O)

c2)N(CCCCS([O-])(=O)=O)c2ccccc12 

  

Name: AR-L 115 BS; Sulmazole 

Method: Pharmacological Effect 

References: 196 

Structure: COc1cc(ccc1-c1nc2ncccc2[nH]1)S(C)=O 

  

Name: HX-CH 44 BS 

Method: Pharmacological Effect 

References: 196 

Structure: 
COc1ccc2N=C(N(C)C(=O)c2c1)c1ccc(OCC(

O)C[NH2+]C(C)(C)C)cc1 

  

Name: SX-AB 1316 SE 

Method: Pharmacological Effect 

References: 196 

Structure: 

[O-

]C(=O)Cc1ccc2CC(Cc2c1)NS(=O)(=O)c1ccc

(Cl)cc1 

  

Name: AF-CX 1325 XX 

Method: Pharmacological Effect 

References: 196 

Structure: N\C(c1ccccc1)=C1/C(=O)c2ccccc2S1=O 

  

Name: Oritavancin 

Method: Pharmacological Effect 

References: 201 

Structure: 

C[NH2+]C(CC(C)C)C(=O)NC1C(O)c2ccc(O

c3cc4cc(Oc5ccc(cc5Cl)C(OC5CC(C)([NH3+]

)C(O)C(C)O5)C5NC(=O)C(NC(=O)C4NC(=

O)C(CC(N)=O)NC1=O)c1ccc(O)c(c1)-

c1c(O)cc(O)cc1C(NC5=O)C([O-

])=O)c3OC1OC(CO)C(O)C(O)C1OC1CC(C)

([NH2+]Cc3ccc(cc3)-

c3ccc(Cl)cc3)C(O)C(C)O1)c(Cl)c2 

  

Name: Tobramycin 

Method: histo 

References: 208 

Structure: 

[NH3+]CC1OC(OC2C([NH3+])CC([NH3+])

C(OC3OC(CO)C(O)C([NH3+])C3O)C2O)C([

NH3+])CC1O 

  

Name: Vancomycin 

Method: histo 

References: 208 

Structure: 

C[NH2+]C(CC(C)C)C(=O)NC1C(O)c2ccc(O

c3cc4cc(Oc5ccc(cc5Cl)C(O)C5NC(=O)C(NC

(=O)C4NC(=O)C(CC(N)=O)NC1=O)c1ccc(O

)c(c1)-c1c(O)cc(O)cc1C(NC5=O)C([O-

])=O)c3OC1OC(CO)C(O)C(O)C1OC1CC(C)

([NH3+])C(O)C(C)O1)c(Cl)c2 

  

Name: 
ABP; N-(3-

dimethylaminopropyl)benzylpenicillinamide 



Method: Cell Fractionation 

References: 209 

Structure: 
C[NH+](C)CCCNC(=O)C1N2C(SC1(C)C)C(

NC(=O)Cc1ccccc1)C2=O 

  

Name: Bacteriopurpurinimide Derivative 7 

Method: Fluorescence Microscopy 

References: 212 

Structure: 

CCCCCCN1C(=O)C2=C(C)\C3=C\C4=N\C(

=C/C5[NH2+]C(\C=C6/N=C(C(CCC(=O)OC

CC)C6C)C(C1=O)=C2N3)C(C)=C5C(C)OC)

C(C)C4CC 

  

Name: CPT1 

Method: Fluorescence Microscopy 

References: 215 

Structure: 

CCCOc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccc(OCCCCCCCCCCC[N+](C)(C)C)cc2)c

2ccc([nH]2)c(-

c2ccc(OCCCCCCCCCCC[N+](C)(C)C)cc2)c

2ccc(n2)c(-

c2ccc(OCCCCCCCCCCC[N+](C)(C)C)cc2)c

2ccc1[nH]2 

  

Name: Benz(a)anthracene 

Method: Pharmacological Effect 

References: 221 

Structure: c1ccc2cc3c(ccc4ccccc34)cc2c1 

  

Name: Benzo(a)pyrene 

Method: Pharmacological Effect 

References: 221 

Structure: c1ccc2c(c1)cc1ccc3cccc4ccc2c1c34 

  

Name: 7,9-Dimethylbenz(c)acridine 

Method: Pharmacological Effect 

References: 221 

Structure: Cc1ccc2nc3c(ccc4ccccc34)c(C)c2c1 

  

Name: 7,12-Dimethylbenz(a)anthracene 

Method: Pharmacological Effect 

References: 221 

Structure: Cc1c2ccccc2c(C)c2c1ccc1ccccc21 

  

Name: 3-Methylcholanthrene 

Method: Pharmacological Effect 

References: 221 

Structure: Cc1ccc2cc3c(ccc4ccccc34)c3CCc1c23 

  

Name: Porphyrin-MLS 

Method: Fluorescence Microscopy 

References: 211 

Structure: 

CCC(C)C(NC(=O)C(CCCC[NH3+])NC(=O)

C(C)NC(=O)C(CCCNC(N)=[NH2+])NC(=O)

C1CCCN1C(=O)C(NC(=O)C1CCCN1C(=O)

C(CC(C)C)NC(=O)C(CCCNC(N)=[NH2+])N

C(=O)C(CCCNC(N)=[NH2+])NC(=O)C(C)N

C(=O)C(CO)NC(=O)CNC(=O)C(NC(=O)C(C

C(C)C)NC(=O)CNC(=O)C(CCCNC(N)=[NH

2+])NC(=O)C(CC(C)C)NC(=O)C(CC(C)C)N

C(=O)C(CC(C)C)NC(=O)C1CCCN1C(=O)C(

NC(=O)C(CC(C)C)NC(=O)C(NC(=O)C(CO)

NC(=O)C(CCSC)NC(=O)OCCOCCOCCOC

COCCOCCNC(=O)COCC(=O)Nc1ccc(cc1)C

1=C2\C=CC(=N\2)/C(c2ccccc2)=C2/C=CC(=

N/2)\C(c2ccccc2)=C2\C=CC(=N\2)/C(c2cccc

c2)=C2/C=CC\1=N/2)C(C)C)C(C)O)C(C)O)

C(C)C)C(=O)NC(Cc1c[nH]cn1)C(=O)NC(C

O)C(=O)NC(CC(C)C)C([O-])=O 

  

Name: Methotrexate Polyglutamate 

Method: Cell Fractionation 

References: 195 

Structure: 

CN(Cc1cnc2nc(N)nc(N)c2n1)c1ccc(cc1)C(=

C)[NH2+]C(CCC(=O)NC(CCC(=O)NC(CCC

(=O)NC(CCC([O-])=O)C([O-])=O)C([O-

])=O)C([O-])=O)C([O-])=O 

  

Name: TPC-Ahx-ATWLPPR 

Method: Fluorescence Microscopy 

References: 220 

Structure: 

CC(C)CC(NC(=O)C(Cc1c[nH]c2ccccc12)NC

(=O)C(NC(=O)C(C)NC(=O)CCCCCNC(=O)

c1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C(C)O)C(=O)N1CCC

C1C(=O)N1CCCC1C(=O)NC(CCCNC(N)=[

NH2+])C([O-])=O 

  

Name: Sparfloxacin 

Method: Fluorescence Microscopy 

References: 223 

Structure: 
CC1CN(CC(C)[NH2+]1)c1c(F)c(N)c2C(=O)

C(=CN(C3CC3)c2c1F)C([O-])=O 

  

Name: 
ATMPn; 9,-Acetoxy-2,7,12,17-tetrakis-(ß-

methoxyethyl)-porphycene 

Method: Fluorescence Microscopy 

References: 255 

Structure: 
COCCc1cc2nc1ccc1[nH]c(cc1CCOC)c1cc(C

COC)c(n1)c(OC(C)=O)cc1[nH]c2cc1CCOC 

  

Name: Telavancin 

Method: Cell Fractionation 

References: 286 

Structure: 

CCCCCCCCCC[NH2+]CC[NH2+]C1(C)CC(

OC(C)C1O)OC1C(O)C(O)C(CO)OC1Oc1c2

Oc3ccc(cc3Cl)C(O)C(NC(=O)C(CC(C)C)[N

H2+]C)C(=O)NC(CC(N)=O)C(=O)NC3C(=O

)[N-

]C4C(=O)NC(C(O)c5ccc(Oc1cc3c2)c(Cl)c5)

C(=O)NC(C([O-

])=O)c1cc(O)c(C[NH2+]CP(O)([O-

])=O)c(O)c1-c1cc4ccc1O 

  

Name: ZnPcOCH3 

Method: Fluorescence Microscopy 

References: 303 

Structure: 
COc1ccc2c3nc(nc4n5[Zn]n6c(nc7nc(nc5c5cc(

OC)ccc45)c4ccc(OC)cc74)c4ccc(OC)cc4c6n3



)c2c1 

  

Name: EB1089 

Method: Fluorescence Microscopy 

References: 308 

Structure: 
CCC(O)(CC)\C=C\C=C\C(C)C1CCC2\C(CC

CC12C)=C/C=C1/CC(O)CC(O)C1=C 

  

Name: HexoTMPn 

Method: Fluorescence Microscopy 

References: 323 

Structure: 

CCCCCCC(=O)Oc1cc2[nH]c(cc2CCOC)c2cc

(CCOC)c(ccc3[nH]c(cc3CCOC)c3cc(CCOC)

c1n3)n2 

  

Name: PeloTMPn 

Method: Fluorescence Microscopy 

References: 323 

Structure: 

CCCCCCCCC(=O)Oc1cc2[nH]c(cc2CCOC)c

2cc(CCOC)c(ccc3[nH]c(cc3CCOC)c3cc(CCO

C)c1n3)n2 

  

Name: CpoTMPn 

Method: Fluorescence Microscopy 

References: 323 

Structure: 

CCCCCC(=O)Oc1cc2[nH]c(cc2CCOC)c2cc(

CCOC)c(ccc3[nH]c(cc3CCOC)c3cc(CCOC)c

1n3)n2 

  

Name: EBC 

Method: Fluorescence Microscopy 

References: 332 

Structure: 

CCc1c(C)c2cc3[nH]c(c(C)c3CC)c3cc(cc4c3n

c(cc3[nH]c(cc1n2)c(C)c3CC)C4(C)CC)S([O-

])(=O)=O 

  

Name: Porphyrin-Retinamide Derivative 2 

Method: Fluorescence Microscopy 

References: 352 

Structure: 

CC(\C=C\C1=C(C)CCCC1(C)C)=C/C=C/C(C

)=C/C(=O)Nc1ccc(cc1)C1=C2\C=CC(=N\2)/

C(c2ccccc2)=C2NC(/C=C\2)=C(c2ccccc2)\C

2=N\C(/C=C2)=C(/C2[NH2+]C\1C=C2)c1ccc

cc1 

  

Name: Porphyrin-Retinamide Derivative 3 

Method: Fluorescence Microscopy 

References: 352 

Structure: 

CC(\C=C\C1=C(C)CCCC1(C)C)=C\C=C/C(C

)=C/C(=O)Nc1ccc(cc1)C1=C2\C=CC(=N\2)/

C(c2ccccc2)=C2NC(/C=C\2)=C(c2ccccc2)\C

2=N\C(/C=C2)=C(/C2[NH2+]C\1C=C2)c1ccc

cc1 

  

Name: 
Cationic Water-Soluble Phthalocyanine 

Derivative 10 

Method: Fluorescence Microscopy 

References: 353 

Structure: 
C[n+]1cccc(Oc2cc3c4cc5n6[Zn]n7c(cc(n4)c3

cc2Oc2ccc[n+](C)c2)c2cc(Oc3ccc[n+](C)c3)c

(Oc3ccc[n+](C)c3)cc2c7cc2nc(cc6c3cc(Oc4c

cc[n+](C)c4)c(Oc4ccc[n+](C)c4)cc53)c3cc(O

c4ccc[n+](C)c4)c(Oc4ccc[n+](C)c4)cc23)c1 

  

Name: 
Cationic Water-Soluble Phthalocyanine 

Derivative 11 

Method: Fluorescence Microscopy 

References: 353 

Structure: 

COCCOCCOCC[n+]1cccc(Oc2cc3c4cc5n6[Z

n]n7c(cc(n4)c3cc2Oc2ccc[n+](CCOCCOCC

OC)c2)c2cc(Oc3ccc[n+](CCOCCOCCOC)c3)

c(Oc3ccc[n+](CCOCCOCCOC)c3)cc2c7cc2n

c(cc6c3cc(Oc4ccc[n+](CCOCCOCCOC)c4)c(

Oc4ccc[n+](CCOCCOCCOC)c4)cc53)c3cc(O

c4ccc[n+](CCOCCOCCOC)c4)c(Oc4ccc[n+](

CCOCCOCCOC)c4)cc23)c1 

  

Name: 
Cationic Water-Soluble Phthalocyanine 

Derivative 12 

Method: Fluorescence Microscopy 

References: 353 

Structure: 

CCC[Si](CCC)(CCC)[Si]1(N2C3=CC4=N\C(

=C/C5[NH+]1C(\C=C1/N=C(C=C2c2cc(Oc6

ccc[n+](C)c6)c(Oc6ccc[n+](C)c6)cc32)c2cc(

Oc3ccc[n+](C)c3)c(Oc3ccc[n+](C)c3)cc12)c1

cc(Oc2ccc[n+](C)c2)c(Oc2ccc[n+](C)c2)cc51

)c1cc(Oc2ccc[n+](C)c2)c(Oc2ccc[n+](C)c2)c

c41)[Si](CCC)(CCC)CCC 

  

Name: 
Cationic Water-Soluble Phthalocyanine 

Derivative 13 

Method: Fluorescence Microscopy 

References: 353 

Structure: 

CCC(CC)[Si](C(CC)CC)(C(CC)CC)[Si]1([N

H+]2C3C=C4N=C(C=C5[NH+]1C(=CC1=N\

C(=C/C2c2cc(Oc6ccc[n+](C)c6)c(Oc6ccc[n+]

(C)c6)cc32)c2cc(Oc3ccc[n+](C)c3)c(Oc3ccc[

n+](C)c3)cc12)c1cc(Oc2ccc[n+](C)c2)c(Oc2c

cc[n+](C)c2)cc51)c1cc(Oc2ccc[n+](C)c2)c(O

c2ccc[n+](C)c2)cc41)[Si](C(CC)CC)(C(CC)C

C)C(CC)CC 

  

Name: 
Cationic Water-Soluble Phthalocyanine 

Derivative 14 

Method: Fluorescence Microscopy 

References: 353 

Structure: 

C[n+]1cccc(Oc2cc3C4\C=C5/N=C(/C=C6\[N

H+]7C(=CC8=N\C(=C/C([NH+]4[Si]7([Si](c

4ccccc4)(c4ccccc4)C(C)(C)C)[Si](c4ccccc4)(

c4ccccc4)C(C)(C)C)c3cc2Oc2ccc[n+](C)c2)c

2cc(Oc3ccc[n+](C)c3)c(Oc3ccc[n+](C)c3)cc8

2)c2cc(Oc3ccc[n+](C)c3)c(Oc3ccc[n+](C)c3)

cc62)c2cc(Oc3ccc[n+](C)c3)c(Oc3ccc[n+](C)

c3)cc52)c1 

  

Name: 
Cationic Water-Soluble Phthalocyanine 

Derivative 15 

Method: Fluorescence Microscopy 

References: 353 

Structure: 
COCCOCCOCC[n+]1cccc(Oc2cc3C4\C=C5/

N=C(/C=C6\[NH+]7\C(=C/C8=N/C(=C\C([N



H+]4[Si]7([Si](c4ccccc4)(c4ccccc4)C(C)(C)C

)[Si](c4ccccc4)(c4ccccc4)C(C)(C)C)c3cc2Oc

2ccc[n+](CCOCCOCCOC)c2)c2cc(Oc3ccc[n

+](CCOCCOCCOC)c3)c(Oc3ccc[n+](CCOC

COCCOC)c3)cc82)c2cc(Oc3ccc[n+](CCOCC

OCCOC)c3)c(Oc3ccc[n+](CCOCCOCCOC)c

3)cc62)c2cc(Oc3ccc[n+](CCOCCOCCOC)c3

)c(Oc3ccc[n+](CCOCCOCCOC)c3)cc52)c1 

  

Name: Porphyrin Conjugate Derivative 10 

Method: Fluorescence Microscopy 

References: 354 

Structure: 

CC(C)C(NC(=O)C(CCCC[NH3+])NC(=O)C(

CCCNC(N)=[NH2+])NC(=O)C(CCCC[NH3+

])NC(=O)C(CCCC[NH3+])NC(=O)C(CCCC[

NH3+])NC(=O)C1CCCN1C(=O)COCC(=O)

NCCOCCOCCOCCOCCOCCOCCOCCNC(

=O)COc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccc(OCC([O-])=O)cc2)c2ccc([nH]2)c(-

c2ccc(OCC([O-])=O)cc2)c2ccc(n2)c(-

c2ccc(OCC([O-

])=O)cc2)c2ccc1[nH]2)C(N)=O 

  

Name: Porphyrin Conjugate Derivative 11 

Method: Fluorescence Microscopy 

References: 354 

Structure: 

NC(=[NH2+])NCCCC(NC(=O)CNC(=O)CO

CC(=O)NCCOCCOCCOCCOCCOCCOCCO

CCNC(=O)COc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccc(OCC([O-])=O)cc2)c2ccc([nH]2)c(-

c2ccc(OCC([O-])=O)cc2)c2ccc(n2)c(-

c2ccc(OCC([O-

])=O)cc2)c2ccc1[nH]2)C(=O)NC(CCCC[NH

3+])C(=O)NC(CCCC[NH3+])C(=O)NC(CCC

NC(N)=[NH2+])C(=O)NC(CCCNC(N)=[NH

2+])C(=O)NC(CCCNC(N)=[NH2+])C(=O)N

C(CCC(N)=O)C(=O)NC(CCCNC(N)=[NH2+

])C(=O)NC(CCCNC(N)=[NH2+])C(=O)NC(

CCCNC(N)=[NH2+])C(=O)N1CCCC1C(=O)

N1CCCC1C(=O)NC(CCC(N)=O)C(N)=O 

  

Name: Porphyrin-Peptide Conjugate 3 

Method: Fluorescence Microscopy 

References: 378 

Structure: 

CSCCC(NC(=O)COCCOCCOCCOCCOCCO

CCNC(=O)COCC(=O)Nc1ccc(cc1)-

c1c2ccc(n2)c(-c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C(=O)NCC(=O)NC(C

C(C)C)C(=O)NCC(=O)NC(CC(C)C)C(=O)N

C(Cc1c[nH]cn1)C(=O)NC(CC(C)C)C(=O)N

C(CC(C)C)C(=O)NC(C(C)C)C(=O)NC(CC(C

)C)C(=O)NC(C)C(=O)NC(C)C(=O)NC(C)C(

=O)NC(CC(C)C)C(=O)NC(CCC(N)=O)C(=O

)NCC(=O)NC(C)C(=O)NC(Cc1c[nH]c2ccccc

12)C(=O)NC(CO)C(=O)NC(CCC(N)=O)C(=

O)NC(C)C(=O)N1CCCC1C(=O)N1CCCC1C

(=O)NC(CCCC[NH3+])C(=O)NC(CCCC[NH

3+])C(=O)NC(CCCC[NH3+])C(=O)NC(CCC

NC(N)=[NH2+])C(=O)NC(CCCC[NH3+])C(

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

  

Name: Porphyrin-Peptide Conjugate 4 

Method: Fluorescence Microscopy 

References: 378 

Structure: 

CCC(C)C(NC(=O)C(CCC(N)=O)NC(=O)C(C

CCNC(N)=[NH2+])NC(=O)COCCOCCOCC

OCCOCCOCCNC(=O)COCC(=O)Nc1ccc(cc

1)-c1c2ccc(n2)c(-c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C(=O)NC(CCCC[NH

3+])C(=O)NC(C(C)CC)C(=O)NC(Cc1c[nH]c

2ccccc12)C(=O)NC(Cc1ccccc1)C(=O)NC(C

CC(N)=O)C(=O)NC(CC(N)=O)C(=O)NC(CC

CNC(N)=[NH2+])C(=O)NC(CCCNC(N)=[N

H2+])C(=O)N[C@H](CCSC)C(=O)NC(CCC

C[NH3+])C(=O)NC(Cc1c[nH]c2ccccc12)C(=

O)NC(CCCC[NH3+])C(=O)NC(CCCC[NH3

+])C(=O)NC(C)C(=O)N1CCCC1C(=O)N1C

CCC1C(=O)NC(CCCC[NH3+])C(=O)NC(CC

CC[NH3+])C(=O)NC(CCCC[NH3+])C(=O)N

C(CCCNC(N)=[NH2+])C(=O)NC(CCCC[NH

3+])C(=O)NC(C(C)C)C(=O)NCC([O-])=O 

  

Name: Porphyrin-Peptide Conjugate 5 

Method: Fluorescence Microscopy 

References: 378 

Structure: 

CC(C)CC(NC(=O)C(CCCC[NH3+])NC(=O)

C(CCCC[NH3+])NC(=O)C(CCCC[NH3+])N

C(=O)C(C)NC(=O)C(CCC(N)=O)NC(=O)CN

C(=O)C(C)NC(=O)C(CCCC[NH3+])NC(=O)

C(CCCC[NH3+])NC(=O)C(NC(=O)C(C)NC(

=O)C(C)NC(=O)C1CCCN1C(=O)C(CCCNC(

N)=[NH2+])NC(=O)C(CCCC[NH3+])NC(=O

)COCCOCCOCCOCCOCCOCCNC(=O)CO

CC(=O)Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C(C)O)C(=O)NC(CC

C([O-])=O)C(=O)NC(CC([O-

])=O)C(=O)N1CCCC1C(=O)NC(CCCNC(N)

=[NH2+])C(=O)NC(CCCC[NH3+])C(=O)NC

(CCCC[NH3+])C(=O)NC(CCCNC(N)=[NH2

+])C(=O)NC(CCCNC(N)=[NH2+])C(=O)NC

(CCC(N)=O)C(=O)NC(CCCNC(N)=[NH2+])

C(=O)NC(CCCNC(N)=[NH2+])C(=O)NC(C

CCNC(N)=[NH2+])C(=O)N1CCCC1C(=O)N

1CCCC1C(=O)NC(CCC(N)=O)C(=O)NCC([

O-])=O 

  

Name: 
Nonaggregated Water-Soluble Phthalocyanine 

Derivative 5a 

Method: Fluorescence Microscopy 

References: 380 

Structure: 

[O-

]C(=O)c1cc(Oc2cc3c4nc(nc5n6[Zn]n7c(n4)c4

cc(Oc8cc(cc(c8)C([O-])=O)C([O-

])=O)c(Oc8cc(cc(c8)C([O-])=O)C([O-

])=O)cc4c7nc4nc(nc6c6cc(Oc7cc(cc(c7)C([O-

])=O)C([O-])=O)c(Oc7cc(cc(c7)C([O-

])=O)C([O-

])=O)cc56)c5cc(Oc6cc(cc(c6)C([O-



])=O)C([O-])=O)c(Oc6cc(cc(c6)C([O-

])=O)C([O-

])=O)cc45)c3cc2Oc2cc(cc(c2)C([O-

])=O)C([O-])=O)cc(c1)C([O-])=O 

  

Name: Porphyrin-Peptide Conjugate 1A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-c2ccccc2)c2ccc1[nH]2 

  

Name: Porphyrin-Peptide Conjugate 5A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

S=C=Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-c2ccccc2)c2ccc1[nH]2 

  

Name: Porphyrin-Peptide Conjugate 13A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

[NH3+]CCCCC(NC(=S)Nc1ccc(cc1)-

c1c2ccc(n2)c(-c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C([O-])=O 

  

Name: Porphyrin-Peptide Conjugate 14A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

[NH3+]CCCCC(NC(=O)C(CCCC[NH3+])N

C(=S)Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C([O-])=O 

  

Name: Porphyrin-Peptide Conjugate 15A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

[NH3+]CCCCC(NC(=O)C(CCCC[NH3+])N

C(=O)C(CCCC[NH3+])NC(=S)Nc1ccc(cc1)-

c1c2ccc(n2)c(-c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C([O-])=O 

  

Name: Porphyrin-Peptide Conjugate 16A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

[NH3+]CCCCC(NC(=O)CCCC(=O)Nc1ccc(c

c1)-c1c2ccc(n2)c(-c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C([O-])=O 

  

Name: Porphyrin-Peptide Conjugate 17A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

[NH3+]CCCCC(NC(=O)C(CCCC[NH3+])N

C(=O)CCCC(=O)Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C([O-])=O 

  

Name: Porphyrin-Peptide Conjugate 18A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

[NH3+]CCCCC(NC(=O)C(CCCC[NH3+])N

C(=O)C(CCCC[NH3+])NC(=O)CCCC(=O)N

c1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C([O-])=O 

  

Name: Porphyrin-Peptide Conjugate 19A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

[NH3+]CCCCC(NC(=O)C(CCCC[NH3+])N

C(=O)C(CCCC[NH3+])NC(=O)CCCC(=O)N

c1ccc(cc1)-c1c2ccc(n2)c(-c2ccccc2)c2ccc3c(-

c4ccccc4)c4ccc(n4)c(-

c4ccccc4)c4ccc1n4[Zn]n23)C([O-])=O 

  

Name: Porphyrin-Peptide Conjugate 20A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

[NH3+]CCCCC(NC(=O)C(CCCC[NH3+])N

C(=O)C(CCCC[NH3+])NC(=O)CCCC(=O)N

c1ccc(cc1)-c1c2ccc3c(-c4ccccc4)c4ccc5c(-

c6ccccc6)c6ccc7c(-

c8ccccc8)c8ccc1[n+]8[Sn@@](n67)(n23)[n+]

45)C([O-])=O 

  

Name: Porphyrin-Peptide Conjugate 21A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

NC(=[NH2+])NCCCC(NC(=O)C(CCCC[NH

3+])NC(=O)C(CCCNC(N)=[NH2+])NC(=O)

C(CCCNC(N)=[NH2+])NC(=S)Nc1ccc(cc1)-

c1c2ccc(n2)c(-c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C(N)=O 

  

Name: Porphyrin-Peptide Conjugate 22A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

NC(=O)C(CCCC[NH3+])NC(=O)C(CCCC[N

H3+])NC(=O)C(CCCC[NH3+])NC(=O)CCC

C(=O)Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-c2ccccc2)c2ccc1[nH]2 

  

Name: Porphyrin-Peptide Conjugate 23A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

NC(=[NH2+])NCCCC(NC(=O)C(CCCNC(N)

=[NH2+])NC(=O)C(CCCNC(N)=[NH2+])NC

(=O)CCCC(=O)Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C(N)=O 

  

Name: Porphyrin-Peptide Conjugate 24A 

Method: Fluorescence Microscopy 



References: 387 

Structure: 

NC(=[NH2+])NCCCC(NC(=O)C(CCCNC(N)

=[NH2+])NC(=O)C(CCCNC(N)=[NH2+])NC

(=O)C(CCCC[NH3+])NC(=O)CCCC(=O)Nc

1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C(N)=O 

  

Name: Porphyrin-Peptide Conjugate 25A 

Method: Fluorescence Microscopy 

References: 387 

Structure: 

NC(=[NH2+])NCCCC(NC(=O)C(CCCC[NH

3+])NC(=O)C(CCCNC(N)=[NH2+])NC(=O)

C(CCCNC(N)=[NH2+])NC(=O)CCCC(=O)N

c1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C(N)=O 

  

Name: Saponin Derivative 1a 

Method: Fluorescence Microscopy 

References: 421 

Structure: 

CC1CCC2(OC1)OC1CC3C4CCC5CC(CCC5

(C)C4CCC3(C)C1C2C)OC1OC(CO)C(OC2O

C(C)C(OCCNS(=C)(=C)c3cccc4c(cccc34)N(

C)C)C(O)C2O)C(O)C1OC1OC(C)C(O)C(O)

C1O 

  

Name: Saponin Derivative 1b 

Method: Fluorescence Microscopy 

References: 421 

Structure: 

CC1CCC2(OC1)OC1CC3C4CCC5CC(CCC5

(C)C4CCC3(C)C1C2C)OC1OC(CO)C(OC2O

C(C)C(OCCNC(=S)Nc3ccc4c(c3)C(=O)OC4

3c4ccc(C)cc4Oc4cc(C)ccc34)C(O)C2O)C(O)

C1OC1OC(C)C(O)C(O)C1O 

  

Name: Saponin Derivative 2 

Method: Fluorescence Microscopy 

References: 421 

Structure: 

CC1CCC2(OC1)OC1CC3C4CCC5CC(CCC5

(C)C4CCC3(C)C1C2C)OC1OC(C)C(OC2OC

(C)C(ONS(=C)(=C)c3cccc4c(cccc34)N(C)C)

C(O)C2O)C(O)C1OC1OC(C)C(O)C(O)C1O 

  

Name: Saponin Derivative 3 

Method: Fluorescence Microscopy 

References: 421 

Structure: 

CC(C)CCCC(C)C1CCC2C3CCC4CC(CCC4(

C)C3CCC12C)OC1OC(CO)C(OC2OC(C)C(

OCCNS(=C)(=C)c3cccc4c(cccc34)N(C)C)C(

O)C2O)C(O)C1OC1OC(C)C(O)C(O)C1O 

  

Name: Iejimalide Derivative 8 

Method: Fluorescence Microscopy 

References: 423 

Structure: 
CCN(CC)c1ccc2C=C(NC(=O)Oc3ccccc3)C(=

O)Oc2c1 

  

Name: Glucosylated Si(IV) Phthalocyanine 

Derivative 3 

Method: Fluorescence Microscopy 

References: 427 

Structure: 

CC1(C)OCC(O1)C1OC2OC(C)(C)OC2C1OC

COCCOCCOCCO[Si]1(OCCOCCOCCOCC

OC2C(OC3OC(C)(C)OC23)C2COC(C)(C)O2

)n2c3cc4nc(cc5n1c(cc1nc(cc2c2ccccc32)c2cc

ccc12)c1ccccc51)c1ccccc41 

  

Name: Subphthalocyanine Derivative 2 

Method: Fluorescence Microscopy 

References: 428 

Structure: 
OCCOCCOCCOB1N2C3\N=C4/N=C(/N=C5

\N1C(N=C2c1ccccc31)c1ccccc51)c1ccccc41 

  

Name: Subphthalocyanine Derivative 3 

Method: Fluorescence Microscopy 

References: 428 

Structure: 

OCCOCCOCCOCCOB1N2C3\N=C4/N=C(/

N=C5\N1C(N=C2c1ccccc31)c1ccccc51)c1ccc

cc41 

  

Name: Subphthalocyanine Derivative 4 

Method: Fluorescence Microscopy 

References: 428 

Structure: 

COCCOCCOc1ccc(OB2N3C4\N=C5/N=C(/N

=C6\N2C(N=C3c2ccccc42)c2ccccc62)c2cccc

c52)cc1 

  

Name: Subphthalocyanine Derivative 5 

Method: Fluorescence Microscopy 

References: 428 

Structure: 

COCCOCCOCCOc1ccc(OB2N3C4\N=C5/N

=C(/N=C6\N2C(N=C3c2ccccc42)c2ccccc62)c

2ccccc52)cc1 

  

Name: Porphyrin-Bile Acid Conjugate 1 

Method: Fluorescence Microscopy 

References: 439 

Structure: 

CC(CCC(=O)NCC[N+](C)(C)c1ccc(cc1)-

c1c2ccc(n2)c(-

c2ccc(cc2)[N+](C)(C)CCNC(=O)CCC(C)C2

CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)C

23C)c2ccc([nH]2)c(-

c2ccc(cc2)[N+](C)(C)CCNC(=O)CCC(C)C2

CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)C

23C)c2ccc(n2)c(-

c2ccc(cc2)[N+](C)(C)CCNC(=O)CCC(C)C2

CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)C

23C)c2ccc1[nH]2)C1CCC2C3C(O)CC4CC(O

)CCC4(C)C3CC(O)C12C 

  

Name: Porphyrin-Bile Acid Conjugate 2 

Method: Fluorescence Microscopy 

References: 439 

Structure: 

CC(CCC(=O)NCC[N+](C)(C)c1cccc(c1)-

c1c2ccc(n2)c(-

c2cccc(c2)[N+](C)(C)CCNC(=O)CCC(C)C2

CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)C

23C)c2ccc([nH]2)c(-

c2cccc(c2)[N+](C)(C)CCNC(=O)CCC(C)C2



CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)C

23C)c2ccc(n2)c(-

c2cccc(c2)[N+](C)(C)CCNC(=O)CCC(C)C2

CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)C

23C)c2ccc1[nH]2)C1CCC2C3C(O)CC4CC(O

)CCC4(C)C3CC(O)C12C 

  

Name: Porphyrin-Bile Acid Conjugate 3 

Method: Fluorescence Microscopy 

References: 439 

Structure: 

CC(CCC(=O)NCCC[N+](C)(C)c1ccc(cc1)-

c1c2ccc(n2)c(-

c2ccc(cc2)[N+](C)(C)CCCNC(=O)CCC(C)C

2CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)

C23C)c2ccc([nH]2)c(-

c2ccc(cc2)[N+](C)(C)CCCNC(=O)CCC(C)C

2CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)

C23C)c2ccc(n2)c(-

c2ccc(cc2)[N+](C)(C)CCCNC(=O)CCC(C)C

2CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)

C23C)c2ccc1[nH]2)C1CCC2C3C(O)CC4CC(

O)CCC4(C)C3CC(O)C12C 

  

Name: Porphyrin-Bile Acid Conjugate 4 

Method: Fluorescence Microscopy 

References: 439 

Structure: 

CC(CCC(=O)NCCC[N+](C)(C)c1cccc(c1)-

c1c2ccc(n2)c(-

c2cccc(c2)[N+](C)(C)CCCNC(=O)CCC(C)C

2CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)

C23C)c2ccc([nH]2)c(-

c2cccc(c2)[N+](C)(C)CCCNC(=O)CCC(C)C

2CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)

C23C)c2ccc(n2)c(-

c2cccc(c2)[N+](C)(C)CCCNC(=O)CCC(C)C

2CCC3C4C(O)CC5CC(O)CCC5(C)C4CC(O)

C23C)c2ccc1[nH]2)C1CCC2C3C(O)CC4CC(

O)CCC4(C)C3CC(O)C12C 

  

Name: Si(IV) Phthalocyanine analogue 1 

Method: Fluorescence Microscopy 

References: 538 

Structure: 

Clc1cc2c3nc(nc4n5c(nc6nc(nc7n(c(n3)c3cc(C

l)c(Cl)cc73)[Si]5(Cl)Cl)c3cc(Cl)c(Cl)cc63)c3

cc(Cl)c(Cl)cc43)c2cc1Cl 

  

Name: Oregon-Green-RNase A Conjugate 

Method: Fluorescence Microscopy 

References: 449 

Structure: 

CC(=O)Oc1cc(C)cc(C)c1C(C)(C)CC(=O)Nc1

ccc2c(Oc3cc(NC(=O)NCCCN4C(=O)C=CC4

=O)ccc3C22OC(=O)c3ccccc23)c1 

  

Name: Rhodamine-Riboflavin 

Method: Fluorescence Microscopy 

References: 539 

Structure: 
CN(C)c1ccc2c(OC3=CC(C=CC3=C2c2ccc(N

)cc2C([O-])=O)=[N+](C)C)c1 

  

Name: FG-H503 

Method: Fluorescence Microscopy 

References: 500 

Structure: 

CC(C)C1[NH2+]CC2=C3C=CC=CC3=C(C[

NH2+]C(C(C)C)C(=O)NCCCNC1=O)C1=C2

C=CC=C1 

  

Name: Chlorpromazine 

Method: Pharmacological Effect 

References: 512 

Structure: 
C[NH+](C)CCCN1C2=CC=CC=C2SC2=C1C

=C(Cl)C=C2 

  

Name: Lidocaine 

Method: Pharmacological Effect 

References: 229 

Structure: 
CNC(=O)OC1=CC=C2N(C)[C@H]3N(C)CC

[C@@]3(C)C2=C1 

  

Name: Eserine 

Method: Pharmacological Effect 

References: 229 

Structure: C[NH+](C)CC1=CC=CC=C1 

  

Name: Procaine 

Method: Pharmacological Effect 

References: 229 

Structure: 
CC[NH+](CC)CCOC(=O)C1=CC=C(N)C=C

1 

  

Name: N,N-dimethyl-benzylamine 

Method: Pharmacological Effect 

References: 229 

Structure: 
CNC(=O)OC1=CC2=C(C=C1)N(C)C1N(C)C

CC21C 

  

Name: 4-Aminopyridine 

Method: Pharmacological Effect 

References: 229 

Structure: NC1=CC=[NH+]C=C1 

  

Name: 4-Aminoquinaldine 

Method: Pharmacological Effect 

References: 229 

Structure: CC1=[NH+]C2=C(C=CC=C2)C(N)=C1 

  

Name: Ephedrine 

Method: Pharmacological Effect 

References: 229 

Structure: C[NH2+]C(C)C(O)C1=CC=CC=C1 

  

Name: 4-Dimethylaminopyridine 

Method: Pharmacological Effect 

References: 229 

Structure: CN(C)C1=CC=[NH+]C=C1 

  

Name: Atropine 

Method: Pharmacological Effect 

References: 229 

Structure: 
C[NH+]1C2CCC1CC(C2)OC(=O)C(CO)C1=

CC=CC=C1 

  



Name: Mecamylamine 

Method: Pharmacological Effect 

References: 229 

Structure: C[NH2+]C1(C)C2CCC(C2)C1(C)C 

  

Name: Pilocarpine 

Method: Pharmacological Effect 

References: 229 

Structure: CCC1C(COC1=O)CC1=CN=CN1C 

  

Name: Nicotine 

Method: Pharmacological Effect 

References: 229 

Structure: C[NH+]1CCCC1C1=CN=CC=C1 

  

Name: Morpholine 

Method: Pharmacological Effect 

References: 229 

Structure: C1COCC[NH2+]1 

  

Name: Tetramethylethylenediamine 

Method: Pharmacological Effect 

References: 229 

Structure: CN(C)CC[NH+](C)C 

  

Name: Piperazine 

Method: Pharmacological Effect 

References: 229 

Structure: C1C[NH2+]CCN1 

  

Name: Putrescine 

Method: Pharmacological Effect 

References: 229 

Structure: [NH3+]CCCC[NH3+] 

  

Name: Piperidine 

Method: Pharmacological Effect 

References: 229 

Structure: C1CC[NH2+]CC1 

  

Name: Desipramine 

Method: Uptake/Binding 

References: 705 

Structure: 
C[NH2+]CCCN1C2=CC=CC=C2CCC2=CC

=CC=C12 

  

Name: Ciprofloxacin 

Method: Fluorescence Microscopy 

References: 97 

Structure: 

[O-

]C(=O)C1=CN(C2CC2)C2=C(C=C(F)C(=C2)

N2CC[NH2+]CC2)C1=O 

  

Name: 6'-O-lissamine-rhodamine B-glucosamine 

Method: Fluorescence Microscopy 

References: 713 

Structure: 

CCN(CC)C1=CC2=C(C=C1)C(C1=CC(=CC(

=C1)[S-

](=O)=O)S(=O)(=O)OCC1OC(O)C([NH3+])

C(O)C1O)=C1C=C/C(/C=C1O2)=[N+](/CC)

CC 

  

Name: Suramin 

Method: Pharmacological Effect 

References: 730 

Structure: 

CC1=C(NC(=O)C2=CC(NC(=O)NC3=CC=C

C(=C3)C(=O)NC3=C(C)C=CC(=C3)C(=O)N

C3=C4C(=CC(=CC4=C(C=C3)S(O)(=O)=O)

S(O)(=O)=O)S(O)(=O)=O)=CC=C2)C=C(C=

C1)C(=O)NC1=C2C(=CC(=CC2=C(C=C1)S(

O)(=O)=O)S(O)(=O)=O)S(O)(=O)=O 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

 

 

 

 

 

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 

Method: Uptake/Binding 

References: 4, 714 

Structure: CCCC(CCC)C([O-])=O 

  

Name: Menadione 

Method: Pharmacological Effect 

References: 4, 715 

Structure: CC1=CC(=O)c2ccccc2C1=O 

  

Name: Aspirin 

Method: Pharmacological Effect 

References: 4 

Structure: CC(=O)Oc1ccccc1C([O-])=O 

  

Name: Paraquat 

Method: Pharmacological Effect 

References: 4 

Structure: C[n+]1ccc(cc1)-c1cc[n+](C)cc1 

  

Name: CCCP 

Method: Pharmacological Effect 

References: 4, 717 

Structure: Clc1cccc(NN=C(C#N)C#N)c1 

  

Name: Clofibric acid 

Method: Pharmacological Effect 

References: 4 

Structure: CC(C)(Oc1ccc(Cl)cc1)C([O-])=O 

  

Name: Nonylphenol 

Method: Pharmacological Effect 

References: 4 

Structure: CCCCCCCCCc1ccccc1O 

  

Name: 2-methylharmine 

Method: Pharmacological Effect 

References: 4 

Structure: 
COC1=CC2=NC3=C(C)N(C)C=CC3=C2C=C

1 

  

Name: Nalidixic acid 

Method: Pharmacological Effect 

References: 4 

Structure: CCN1C=C(C([O-])=O)C(=O)c2ccc(C)nc12 

  

Name: Ellipticine 

Method: Pharmacological Effect 

References: 4 

Structure: Cc1c2ccncc2c(C)c2c3ccccc3[nH]c12 

  

Name: Meperidine 

Method: Pharmacological Effect 

References: 4 

Structure: CCOC(=O)C1(CC[NH+](C)CC1)c1ccccc1 

  

Name: Amytal 

Method: Pharmacological Effect 

References: 4 

Structure: CCC1(CCC(C)C)C(=O)NC(=O)NC1=O 

  

Name: 
DASPEI; (2-(4-(dimethylamino)styryl)-1-

methyl pyridinium 

Method: Fluorescence Microscopy 

References: 4, 75 

Structure: CC[n+]1ccccc1\C=C\c1ccc(cc1)N(C)C 

  

Name: FCCP 

Method: Uptake/Binding 

References: 4, 716 

Structure: FC(F)(F)Oc1ccc(NN=C(C#N)C#N)cc1 

  

Name: Trichlorophenoxyacetic acid 

Method: Pharmacological Effect 

References: 4 

Structure: [O-]C(=O)COc1c(Cl)cc(Cl)cc1Cl 

  

Name: Zidovudine 

Method: Uptake/Binding 

References: 4, 230 

Structure: 
CC1=CN(C2CC(N=[N+]=[N-

])C(CO)O2)C(=O)NC1=O 

  

Name: Diethylstilbestrol 

Method: Pharmacological Effect 

References: 4 

Structure: CC\C(c1ccc(O)cc1)=C(/CC)c1ccc(O)cc1 

  

Name: Vacor 

Method: Pharmacological Effect 

References: 4 

Structure: O=C(NCc1cccnc1)Nc1ccc(cc1)N(=O)=O 

  

Name: Methyltriphenylphosphonium 

Method: Cell Fractionation 

References: 4, 25, 26 

Structure: C[P+](c1ccccc1)(c1ccccc1)c1ccccc1 

  



Name: Imipramine 

Method: Cell Fractionation 

References: 264 

Structure: C[NH+](C)CCCN1c2ccccc2CCc2ccccc12 

  

Name: Rhein 

Method: Pharmacological Effect 

References: 4 

Structure: 
Oc1cccc2C(=O)c3cc(cc(O)c3C(=O)c12)C([O-

])=O 

  

Name: Diazepam 

Method: Pharmacological Effect 

References: 4, 6 

Structure: CN1C(=O)CN=C(c2ccccc2)c2cc(Cl)ccc12 

  

Name: Ciprofibrate 

Method: Pharmacological Effect 

References: 4 

Structure: CC(C)(Oc1ccc(cc1)C1CC1(Cl)Cl)C([O-])=O 

  

Name: Nitroxinil; Nitroxynil 

Method: Pharmacological Effect 

References: 4 

Structure: [O-]c1c(I)cc(cc1N(=O)=O)C#N 

  

Name: Diclofenac 

Method: Pharmacological Effect 

References: 4 

Structure: [O-]C(=O)Cc1ccccc1Nc1c(Cl)cccc1Cl 

  

Name: Pyronine; Pyronin Y 

Method: Fluorescence Microscopy 

References: 4, 185, 708 

Structure: 
CN(C)c1ccc2C=C3C=CC(C=C3Oc2c1)=[N+]

(C)C 

  

Name: Nimesulide 

Method: Pharmacological Effect 

References: 4 

Structure: 
CS([O-

])(=O)=Nc1ccc(cc1Oc1ccccc1)N(=O)=O 

  

Name: 
TBTP (Thiobutyltriphenylphosphonium 

bromide) 

Method: Uptake/Binding 

References: 4, 37 

Structure: SCCCC[P+](c1ccccc1)(c1ccccc1)c1ccccc1 

  

Name: Amquinate 

Method: Pharmacological Effect 

References: 4 

Structure: 
CCCc1cc2C(=O)C(=C[N-

]c2cc1N(CC)CC)C(=O)OC 

  

Name: Safranin O 

Method: Pharmacological Effect 

References: 4 

Structure: 
Cc1cc2nc3cc(C)c(N)cc3[n+](-

c3ccccc3)c2cc1N 

  

Name: Chlorpromazine 

Method: histo 

References: 4, 5, 6, 8, 58, 510 

Structure: C[NH+](C)CCCN1c2ccccc2Sc2ccc(Cl)cc12 

  

Name: Dichlorodiphenyldichloroethane (DDD) 

Method: Pharmacological Effect 

References: 4 

Structure: ClC(Cl)C(c1ccc(Cl)cc1)c1ccccc1Cl 

  

Name: Lonidamine 

Method: Pharmacological Effect 

References: 4 

Structure: [O-]C(=O)c1nn(Cc2ccc(Cl)cc2Cl)c2ccccc12 

  

Name: MPCU 

Method: Uptake/Binding 

References: 4, 106 

Structure: 
Cc1ccc(cc1)S([O-

])(=O)=NC(=O)Nc1ccc(Cl)cc1 

  

Name: Tebufenpyrad 

Method: Pharmacological Effect 

References: 4, 527 

Structure: 
CCc1nn(C)c(C(=O)NCc2ccc(cc2)C(C)(C)C)c

1Cl 

  

Name: UHDBT 

Method: Pharmacological Effect 

References: 4 

Structure: 
CCCCCCCCCCCC1=C([O-

])c2ncsc2C(=O)C1=O 

  

Name: Tetraphenylphosphonium 

Method: Pharmacological Effect 

References: 4 

Structure: c1ccc(cc1)[P+](c1ccccc1)(c1ccccc1)c1ccccc1 

  

Name: Pentamidine 

Method: Pharmacological Effect 

References: 4 

Structure: 
NC(=[NH2+])c1ccc(OCCCCCOc2ccc(cc2)C(

N)=[NH2+])cc1 

  

Name: D632; dihydrorhodamine 123 

Method: Fluorescence Microscopy 

References: 594, 601 

Structure: 
COC(=O)c1ccccc1C1c2ccc(N)cc2Oc2cc(N)cc

c12 

  

Name: Phosphate diethylstilbesterol 

Method: Pharmacological Effect 

References: 4 

Structure: 
CC\C(c1ccc(O)cc1)=C(/CC)c1ccc(OP([O-

])([O-])=O)cc1 

  

Name: Sulofenur 

Method: Pharmacological Effect 

References: 4 



Structure: 

[O-

]S(=O)(=NC(=O)Nc1ccc(Cl)cc1)c1ccc2CCCc

2c1 

  

Name: Buquinolate 

Method: Pharmacological Effect 

References: 4 

Structure: 
CCOC(=O)C1=C[N-

]c2cc(OCC(C)C)c(OCC(C)C)cc2C1=O 

  

Name: Malachite green 

Method: Uptake/Binding 

References: 4, 41 

Structure: 
CN(C)c1ccc(cc1)C(c1ccccc1)=C1C=CC(C=C

1)=[N+](C)C 

  

Name: Pyridaben 

Method: Pharmacological Effect 

References: 4 

Structure: 
CC(C)(C)N1N=CC(SCc2ccc(cc2)C(C)(C)C)=

C(Cl)C1=O 

  

Name: Methylbenzoquate 

Method: Pharmacological Effect 

References: 4 

Structure: 
CCCCc1cc2C(=O)C(=C[N-

]c2cc1OCc1ccccc1)C(=O)OC 

  

Name: 
D288; 4-(4-(dimethylamino)styryl)-N-

methylpyridinium iodide4-Di-1-ASP 

Method: Fluorescence Microscopy 

References: 244 

Structure: CN(C)c1ccc(cc1)\C=C\c1cc[n+](C)cc1 

  

Name: Menoctone 

Method: Pharmacological Effect 

References: 4 

Structure: 

[O-

]C1=C(CCCCCCCCC2CCCCC2)C(=O)C(=O

)c2ccccc12 

  

Name: Cinnarizine 

Method: Pharmacological Effect 

References: 4 

Structure: 
C1C[NH+](CCN1C\C=C\c1ccccc1)C(c1ccccc

1)c1ccccc1 

  

Name: Crystal violet 

Method: Uptake/Binding 

References: 4, 41 

Structure: 
CN(C)c1ccc(cc1)C(c1ccc(cc1)N(C)C)=C1C=

CC(C=C1)=[N+](C)C 

  

Name: Haloperidol 

Method: Pharmacological Effect 

References: 4, 6 

Structure: 
OC1(CC[NH+](CCCC(=O)c2ccc(F)cc2)CC1)

c1ccc(Cl)cc1 

  

Name: T639; Tetramethylrosamine chlorid 

Method: Fluorescence Microscopy 

References: 577 

Structure: 
CN(C)c1ccc2c(OC3=CC(C=CC3=C2c2ccccc2

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

  

Name: M7511; MitoTracker® Orange CM-H2TMRos 

Method: Fluorescence Microscopy 

References: 306, 578 

Structure: 
CN(C)c1ccc2C(c3ccc(CCl)cc3)c3ccc(cc3Oc2c

1)N(C)C 

  

Name: Tioxaprofen 

Method: Pharmacological Effect 

References: 4 

Structure: 
CC(Sc1nc(-c2ccc(Cl)cc2)c(o1)-

c1ccc(Cl)cc1)C([O-])=O 

  

Name: Rotenone 

Method: Pharmacological Effect 

References: 4 

Structure: 
COc1cc2OCC3Oc4c5CC(Oc5ccc4C(=O)C3c2

cc1OC)C(C)=C 

  

Name: Hexachlorophene 

Method: Pharmacological Effect 

References: 4 

Structure: 
[O-]c1c(Cl)cc(Cl)c(Cl)c1Cc1c([O-

])c(Cl)cc(Cl)c1Cl 

  

Name: Perfluorooctanoic acid 

Method: Pharmacological Effect 

References: 4 

Structure: 

[O-

]C(=O)C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)

C(F)(F)C(F)(F)F 

  

Name: Decoquinate 

Method: Pharmacological Effect 

References: 4 

Structure: 
CCCCCCCCCCOc1cc2C(=O)C(=C[N-

]c2cc1OCC)C(=O)OCC 

  

Name: 
M7510; MitoTracker® Orange CMTMRos; 

Tetramethylrosamine 

Method: Fluorescence Microscopy 

References: 579 

Structure: 
CN(C)c1ccc2c(OC3=CC(C=CC3=C2c2ccc(C

Cl)cc2)=[N+](C)C)c1 

  

Name: Ranolazine 

Method: Pharmacological Effect 

References: 4 

Structure: 
COc1ccccc1OC[C@H](O)CN1CCN(CC1)CC(

=O)Nc1c(C)cccc1C 

  

Name: MKT-077 

Method: Fluorescence Microscopy 

References: 4, 190 

Structure: 
CCN1C(=O)\C(S\C1=C/c1cccc[n+]1CC)=C1\

Sc2ccccc2N1C 



  

Name: R14060; RedoxSensor™ Red CC-1 

Method: Fluorescence Microscopy 

References: 306 

Structure: 
CN(C)c1ccc2C(c3ccc(cc3Oc2c1)N(C)C)c1c(F

)c(F)c(F)c(F)c1F 

  

Name: Fluphenazine 

Method: Pharmacological Effect 

References: 4, 58 

Structure: 
OCCN1CC[NH+](CCCN2c3ccccc3Sc3ccc(cc

23)C(F)(F)F)CC1 

  

Name: Rhodamine 6G 

Method: Fluorescence Microscopy 

References: 4, 76 

Structure: 
CCNc1cc2OC3=C\C(=N\CC)\C(C)=CC3=C(c

2cc1C)c1ccccc1C(=O)OCC 

  

Name: D633; Dihydrorhodamine 6G 

Method: Fluorescence Microscopy 

References: 601, 710 

Structure: 
CCNc1cc2Oc3cc(NCC)c(C)cc3C(c2cc1C)c1c

cccc1C(=O)OCC 

  

Name: Cyhalothrine; Cyhalothrin 

Method: Pharmacological Effect 

References: 4 

Structure: 
CC1(C)C(\C=C(/Cl)C(F)(F)F)C1C(=O)OC(C#

N)c1cccc(Oc2ccccc2)c1 

  

Name: P243; 1-pyrenehexadecanoic acid 

Method: Fluorescence Microscopy 

References: 672 

Structure: 

[O-

]C(=O)CCCCCCCCCCCCCCCc1ccc2ccc3ccc

c4ccc1c2c34 

  

Name: Dequalinium 

Method: Fluorescence Microscopy 

References: 4, 27 

Structure: 
Cc1cc(N)c2ccccc2[n+]1CCCCCCCCCC[n+]1

c(C)cc(N)c2ccccc12 

  

Name: Betulinic acid 

Method: Pharmacological Effect 

References: 4 

Structure: 
CC(=C)C1CCC2(CCC3(C)C(CCC4C5(C)CC

C(O)C(C)(C)C5CCC34C)C12)C([O-])=O 

  

Name: Victoria blue 

Method: Pharmacological Effect 

References: 4 

Structure: 
CN(C)c1ccc(cc1)C(c1ccc(cc1)N(C)C)=C1C=

C/C(=N/c2ccccc2)c2ccccc12 

  

Name: Rhodamine B 

Method: Fluorescence Microscopy 

References: 677, 711 

Structure: CCN(CC)c1ccc2c(OC3=CC(C=CC3=C2c2ccc

cc2C([O-])=O)=[N+](CC)CC)c1 

  

Name: Myxothiazol 

Method: Pharmacological Effect 

References: 4 

Structure: 

COC(\C=C\c1csc(n1)-

c1csc(n1)C(C)\C=C\C=C\C(C)C)C(C)C(\OC)

=C/C(N)=O 

  

Name: M7513; MitoTracker® Red CM-H2XRos 

Method: Fluorescence Microscopy 

References: 50 

Structure: 
ClCc1ccc(cc1)C1c2cc3CCCN4CCCc(c2Oc2c

1cc1CCCN5CCCc2c15)c34 

  

Name: 
T668; Tetramethylrhodamine, methyl ester, 

perchlorate; TMRM 

Method: Fluorescence Microscopy 

References: 463 

Structure: 
COC(=O)c1ccccc1C1=C2C=CC(C=C2Oc2cc(

ccc12)N(C)C)=[N+](C)C 

  

Name: 
L6868; Bis-N-methylacridinium nitrate; 

Lucigenin 

Method: Uptake/Binding 

References: 580 

Structure: 
C[n+]1c2ccccc2c(-

c2c3ccccc3[n+](C)c3ccccc23)c2ccccc12 

  

Name: Janus green B 

Method: Cell Fractionation 

References: 712 

Structure: 
CCN(CC)c1ccc2nc3ccc(cc3[n+](-

c3ccccc3)c2c1)\N=N\c1ccc(cc1)N(C)C 

  

Name: Perfluorodecanoic acid 

Method: Pharmacological Effect 

References: 4 

Structure: 

[O-

]C(=O)C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)

C(F)(F)C(F)(F)C(F)(F)C(F)(F)F 

  

Name: 
T669; Tetramethylrhodamine, ethyl ester, 

perchlorate; TMRE 

Method: Fluorescence Microscopy 

References: 463 

Structure: 
CCOC(=O)c1ccccc1C1=C2C=CC(C=C2Oc2c

c(ccc12)N(C)C)=[N+](C)C 

  

Name: M7512; MitoTracker® Red CMXRos 

Method: Fluorescence Microscopy 

References: 50, 582 

Structure: 
ClCc1ccc(cc1)C1=C2C=C3CCC[N+]4=C3C(

CCC4)=C2Oc2c3CCCN4CCCc(cc12)c34 

  

Name: M22426; MitoTracker® Deep Red 633 

Method: Fluorescence Microscopy 

References: 607 

Structure: 
C[N+]1=C(/C=C\C=C\C=C2/N(Cc3ccc(CCl)c

c3)c3ccccc3C2(C)C)C(C)(C)c2ccccc12 

http://badd.wikispaces.com/Gentamicin


  

Name: Protoporphyrin IX 

Method: Uptake/Binding 

References: 4, 118 

Structure: 

Cc1c(CCC([O-

])=O)c2cc3nc(cc4[nH]c(cc5[nH]c(cc1n2)c(C)

c5C=C)c(C)c4C=C)c(C)c3CCC([O-])=O 

  

Name: Xanthomegnin 

Method: Pharmacological Effect 

References: 4 

Structure: 

COC1=C(C(=O)c2c(O)c3C(=O)OC(C)Cc3cc2

C1=O)C1=C(OC)C(=O)c2cc3CC(C)OC(=O)c

3c(O)c2C1=O 

  

Name: Bromophenophos 

Method: Pharmacological Effect 

References: 4 

Structure: 
Oc1cc(Br)cc(Br)c1-c1c(Br)cc(Br)cc1OP([O-

])([O-])=O 

  

Name: 
D378; 3,3'-diheptyloxacarbocyanine iodide; 

DiOC7(3) 

Method: Fluorescence Microscopy 

References: 582 

Structure: 
CCCCCCCN1\C(Oc2ccccc12)=C\C=C\c1oc2c

cccc2[n+]1CCCCCCC 

  

Name: 

T3168; 5,5',6,6'-tetrachloro-1,1',3,3'-

tetraethylbenzimidazolylcarbocyanine iodide; 

JC-1; CBIC2(3) 

Method: Fluorescence Microscopy 

References: 52 

Structure: 
CCN1C(=C\C=C\c2n(CC)c3cc(Cl)c(Cl)cc3[n

+]2CC)N(CC)c2cc(Cl)c(Cl)cc12 

  

Name: M7514; MitoTracker® Green FM 

Method: Fluorescence Microscopy 

References: 154 

Structure: 
CN1\C(Oc2ccccc12)=C/C=C/c1n(Cc2ccc(CCl

)cc2)c2cc(Cl)c(Cl)cc2[n+]1Cc1ccc(CCl)cc1 

  

Name: Verteporfin 

Method: Pharmacological Effect 

References: 4 

Structure: 

COC(=O)CCc1c(C)c2cc3nc(cc4[nH]c(cc5nc(c

c1[nH]2)c(CCC([O-

])=O)c5C)c(C=C)c4C)C1=CC=C([C@@H](C

(=O)OC)[C@@]31C)C(=O)OC 

  

Name: Ditercalinium 

Method: Pharmacological Effect 

References: 4 

Structure: 

COc1ccc2[nH]c3ccc4cc[n+](CCN5CCC(CC5)

C5CCN(CC5)CC[n+]5ccc6ccc7[nH]c8ccc(OC

)cc8c7c6c5)cc4c3c2c1 

  

Name: M22425; MitoTracker® Red 580 

Method: Fluorescence Microscopy 

References: 576 

Structure: 

CN1c2ccccc2C(C)(C)\C1=C/C=C/C=C/c1n(C

c2ccc(CCl)cc2)c2cc(Cl)c(Cl)cc2[n+]1Cc1ccc(

CCl)cc1 

  

Name: Rhodopinal glucoside; RPA 

Method: Pharmacological Effect 

References: 4 

Structure: 

C\C(C)=C\C=C\C(C)=C\C=C\C(C)=C\C=C\C

(CO)=C\C=C\C=C(C)\C=C\C=C(C)\C=C\C=

C(/C)CCCC(C)(C)OC1OC(CO)C(O)C(O)C1

O 

  

Name: Rhod-2 

Method: Pharmacological Effect 

References: 4 

Structure: 

CN(C)c1ccc2c(Oc3cc(ccc3C2=C2C=CC(C(O

CCOc3cc(C)ccc3N(CC([O-])=O)CC([O-

])=O)=C2)=[N+](CC([O-])=O)CC([O-

])=O)N(C)C)c1 

  

Name: Rhodamine 123 

Method: Fluorescence Microscopy 

References: 4 

Structure: 
COC(=O)c1ccccc1C1=C2C=CC(=[NH2+])C=

C2Oc2cc(N)ccc12 

  

Name: Methylene Blue 

Method: Pharmacological Effect 

References: 12 

Structure: CN(C)c1ccc2nc3ccc(cc3[s+]c2c1)N(C)C 

  

Name: Nefazodone 

Method: Pharmacological Effect 

References: 14 

Structure: 
CCC1=NN(CCCN2CCN(CC2)c2cccc(Cl)c2)C

(=O)N1CCOc1ccccc1 

  

Name: 
IBTP; 4-iodobutyl-tri(phenyl)phosphanium 

iodide 

Method: Cell Fractionation 

References: 25 

Structure: ICCCC[P+](c1ccccc1)(c1ccccc1)c1ccccc1 

  

Name: IDTP 

Method: Cell Fractionation 

References: 26 

Structure: 
ICCCCCCCCCC[P+](c1ccccc1)(c1ccccc1)c1c

cccc1 

  

Name: DecylTPP 

Method: Cell Fractionation 

References: 26 

Structure: 
CCCCCCCCCC[P+](c1ccccc1)(c1ccccc1)c1c

cccc1 

  

Name: 

MitoQ; [10-(4,5-dimethoxy-2-methyl-3,6-

dioxo-1,4-cyclohexadien-1-

yl)decy]triphenylphosphonium bromide; 

Mitoquinone 

Method: Cell Fractionation 

http://badd.wikispaces.com/DiOC6%283


References: 25, 26 

Structure: 
COC1=C(OC)C(=O)C(CCCCCCCCCC[P+](c

2ccccc2)(c2ccccc2)c2ccccc2)=C(C)C1=O 

  

Name: 

MitoVit E; [2-(3,4-dihydro-6-hydroxy-2,5,7,8-

tetramethyl-2H-1-benzopyran-2-

yl)ethyl]triphenylphosphonium bromide 

Method: Cell Fractionation 

References: 25, 26 

Structure: 
Cc1c(C)c2OC(C)(CCc2c(C)c1O)CC[P+](c1cc

ccc1)(c1ccccc1)c1ccccc1 

  

Name: Chlortetracycline 

Method: Fluorescence Microscopy 

References: 127 

Structure: 

C[NH+](C)C1C2CC3C(C(=O)C2(O)C(=O)\C(

=C(/N)[O-])C1=O)=C([O-

])c1c(O)ccc(Cl)c1C3(C)O 

  

Name: LCL120 

Method: Pharmacological Effect 

References: 13 

Structure: 
CC(NC(=O)CCCCCCCCCCCCCCC[n+]1ccc

cc1)C(O)c1ccccc1 

  

Name: LCL85 

Method: Pharmacological Effect 

References: 13 

Structure: 
OCC(NC(=O)CCCCCCCCCCCCCCC[n+]1cc

ccc1)C(O)c1ccc(cc1)N(=O)=O 

  

Name: 1a 

Method: Fluorescence Microscopy 

References: 19 

Structure: 

CN1\C(Sc2ccccc12)=C\c1cc[n+](CCCCCC(=

O)NC(CC2CCCCC2)C(=O)NC(CCC\[NH+]=

C(\N)N)C(=O)NC(CC2CCCCC2)C(=O)NC(C

CCC[NH3+])C(=O)NC(CC2CCCCC2)C(=O)

NC(CCC\[NH+]=C(\N)N)C(=O)NC(CC2CCC

CC2)C(=O)NC(CCCC[NH3+])C(N)=O)c2ccc

cc12 

  

Name: 1b 

Method: Fluorescence Microscopy 

References: 19 

Structure: 

CN1\C(Sc2ccccc12)=C\c1cc[n+](CCCCCC(=

O)NC(Cc2ccccc2)C(=O)NC(CCC\[NH+]=C(\

N)N)C(=O)NC(Cc2ccccc2)C(=O)NC(CCCC[

NH3+])C(=O)NC(Cc2ccccc2)C(=O)NC(CCC\

[NH+]=C(\N)N)C(=O)NC(Cc2ccccc2)C(=O)

NC(CCCC[NH3+])C(N)=O)c2ccccc12 

  

Name: 2a 

Method: Fluorescence Microscopy 

References: 19 

Structure: 

CN1\C(Sc2ccccc12)=C\c1cc[n+](CCCCCC(=

O)NC(CC2CCCCC2)C(=O)NC(CCC\[NH+]=

C(\N)N)C(=O)NC(CC2CCCCC2)C(=O)NC(C

CCC[NH3+])C(N)=O)c2ccccc12 

  

Name: 2b 

Method: Fluorescence Microscopy 

References: 19, 251 

Structure: 

CN1\C(Sc2ccccc12)=C\c1cc[n+](CCCCCC(=

O)NC(Cc2ccccc2)C(=O)NC(CCC\[NH+]=C(\

N)N)C(=O)NC(Cc2ccccc2)C(=O)NC(CCCC[

NH3+])C(N)=O)c2ccccc12 

  

Name: 2c 

Method: Fluorescence Microscopy 

References: 19 

Structure: 

CN1\C(Sc2ccccc12)=C\c1cc[n+](CCCCCC(=

O)NC(Cc2ccccc2)C(=O)NC(CCC\[NH+]=C(\

N)N)C(=O)NC(CC2CCCCC2)C(=O)NC(CCC

C[NH3+])C(N)=O)c2ccccc12 

  

Name: 2d 

Method: Fluorescence Microscopy 

References: 19 

Structure: 

CN1\C(Sc2ccccc12)=C\c1cc[n+](CCCCCC(=

O)NC(Cc2ccccc2)C(=O)NC(CCC\[NH+]=C(\

N)N)C(=O)NC(C(c2ccccc2)c2ccccc2)C(=O)N

C(CCCC[NH3+])C(N)=O)c2ccccc12 

  

Name: 2e 

Method: Fluorescence Microscopy 

References: 19 

Structure: 

CN1\C(Sc2ccccc12)=C\c1cc[n+](CCCCCC(=

O)NC(Cc2ccccc2)C(=O)NC(CCC\[NH+]=C(\

N)N)C(=O)NC(Cc2cccc3ccccc23)C(=O)NC(C

CCC[NH3+])C(N)=O)c2ccccc12 

  

Name: 2f 

Method: Fluorescence Microscopy 

References: 19 

Structure: 

CCCCCCC(NC(=O)C(CCC\[NH+]=C(\N)N)

NC(=O)C(Cc1ccccc1)NC(=O)CCCCC[n+]1cc

c(\C=C2/Sc3ccccc3N2C)c2ccccc12)C(=O)NC

(CCCC[NH3+])C(N)=O 

  

Name: 2g 

Method: Fluorescence Microscopy 

References: 19 

Structure: 

COc1ccc(CC(NC(=O)C(CCC\[NH+]=C(\N)N)

NC(=O)C(Cc2ccccc2)NC(=O)CCCCC[n+]2cc

c(\C=C3/Sc4ccccc4N3C)c3ccccc23)C(=O)NC

(CCCC[NH3+])C([O-])=O)cc1 

  

Name: MitoQH2 

Method: Cell Fractionation 

References: 26 

Structure: 
COc1c(O)c(C)c(CCCCCCCCCC[P+](c2ccccc

2)(c2ccccc2)c2ccccc2)c(O)c1OC 

  

Name: F16 

Method: Fluorescence Microscopy 

References: 29 

Structure: C[n+]1ccc(cc1)\C=C\c1c[nH]c2ccccc12 

  

Name: Ethyl Violet; EV+ 



Method: Uptake/Binding 

References: 41 

Structure: 
CCN(CC)c1ccc(cc1)C(c1ccc(cc1)N(CC)CC)=

C1C=CC(C=C1)=[N+](CC)CC 

  

Name: Victoria Blue R; VBR+ 

Method: Uptake/Binding 

References: 41 

Structure: 
CCN(CC)c1ccc(C(c2ccc(cc2)N(C)C)=C2C=C

C(C=C2)=[N+](C)C)c2ccccc12 

  

Name: Victoria Blue B; VBB+ 

Method: Uptake/Binding 

References: 41 

Structure: 
CN(C)c1ccc(cc1)C(=C1C=CC(C=C1)=[N+](C

)C)c1ccc(Nc2ccccc2)c2ccccc12 

  

Name: Victoria Pure Blue BO; VPBBO+ 

Method: Uptake/Binding 

References: 41 

Structure: 
CCNc1ccc(C(c2ccc(cc2)N(CC)CC)=C2C=CC

(C=C2)=[N+](CC)CC)c2ccccc12 

  

Name: 

MitoPeroxidase; 2-[4-(4-

triphenylphosphoniobutoxy)phenyl]-1,2-

benzisoselenazol)-3(2H)-one iodide 

Method: Uptake/Binding 

References: 38 

Structure: 
O=C1N([Se]c2ccccc12)c1ccc(OCCCC[P+](c2

ccccc2)(c2ccccc2)c2ccccc2)cc1 

  

Name: Ebselen 

Method: Uptake/Binding 

References: 38 

Structure: O=C1N([Se]c2ccccc12)c1ccccc1 

  

Name: 
HMP 1c; 3,3’-[ω, ω’-alkanediylbis(oxy)[2-

(hydroxylimino)methyl]-1-methylpyridinium 

Method: Uptake/Binding 

References: 47 

Structure: 
C[n+]1cccc(OCCCCOc2ccc[n+](C)c2\C=N\[

O-])c1\C=N\[O-] 

  

Name: 
HMP 1d; 3,3’-[ω, ω’-alkanediylbis(oxy)[2-

(hydroxylimino)methyl]-1-methylpyridinium 

Method: Uptake/Binding 

References: 47 

Structure: 
C[n+]1cccc(OCCCCCOc2ccc[n+](C)c2\C=N\[

O-])c1\C=N\[O-] 

  

Name: 
HMP 1e; 3,3’-[ω, ω’-alkanediylbis(oxy)[2-

(hydroxylimino)methyl]-1-methylpyridinium 

Method: Uptake/Binding 

References: 47 

Structure: 
C[n+]1cccc(OCCCCCCOc2ccc[n+](C)c2\C=

N\[O-])c1\C=N\[O-] 

  

Name: MPP+; 1-methyl-4-phenylpyridinium 

Method: Uptake/Binding 

References: 49 

Structure: c1ccc(cc1)-c1ccncc1 

  

Name: Rhodamine 110; Rh 110 

Method: Fluorescence Microscopy 

References: 64 

Structure: 
Nc1ccc2c(OC3=CC(=[NH2+])C=CC3=C2c2c

cccc2C([O-])=O)c1 

  

Name: 

HAO; 3,6-Bis(dimethylamino)-10-

hexylacridinium; acridine orange 10-hexyl 

bromide 

Method: Fluorescence Microscopy 

References: 72 

Structure: 
CCCCCC[n+]1c2cc(ccc2cc2ccc(cc12)N(C)C)

N(C)C 

  

Name: 

MAO; 3,6-Bis(dimethylamino)-10-

methylacridinium Iodide; acridine orange 10-

methyl iodide 

Method: Fluorescence Microscopy 

References: 72 

Structure: CN(C)c1ccc2cc3ccc(cc3[n+](C)c2c1)N(C)C 

  

Name: 

NAO; 3,6-Bis(dimethylamino)-10-

nonylacridinium bromide; acridine orange 10-

nonyl bromide 

Method: Fluorescence Microscopy 

References: 72 

Structure: 
CCCCCCCCC[n+]1c2cc(ccc2cc2ccc(cc12)N(

C)C)N(C)C 

  

Name: Oxytetracycline; Terramycin 

Method: histo 

References: 74 

Structure: 

C[NH+](C)C1C2C(O)C3C(C(=O)C2(O)C(=O

)\C(=C(/N)[O-])C1=O)=C([O-

])c1c(O)cccc1C3(C)O 

  

Name: Rhodamine 3B; R3B 

Method: Fluorescence Microscopy 

References: 76 

Structure: 
CCOC(=O)c1ccccc1C1=C2C=CC(C=C2Oc2c

c(ccc12)N(CC)CC)=[N+](CC)CC 

  

Name: DiOC2(3) 

Method: Fluorescence Microscopy 

References: 76 

Structure: 
CCN1\C(Oc2ccccc12)=C\C=C\c1oc2ccccc2[n

+]1CC 

  

Name: APMC (azopentylmethylindocarbocyanine) 

Method: Fluorescence Microscopy 

References: 77 

Structure: 
CN1c2ccccc2C(C)(C)\C1=C/C=C/C1=[N+](C

CCC2(C)N=N2)c2ccccc2C1(C)C 

  

Name: PhoCy 

Method: Fluorescence Microscopy 

References: 78 

Structure: CN1c2ccc(CNc3ccc(cc3N(=O)=O)N=[N+]=[
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N-

])cc2C(C)(C)\C1=C\C=C\C1=[N+](C)c2ccc(C

Nc3ccc(cc3N(=O)=O)N=[N+]=[N-

])cc2C1(C)C 

  

Name: 
mTHPC (meso-tetrahydroxyphenylchlorin); 

Foscan; Temoporfin 

Method: Fluorescence Microscopy 

References: 83 

Structure: 

Oc1cccc(c1)-c1c2CCc(n2)c(-

c2cccc(O)c2)c2ccc([nH]2)c(-

c2cccc(O)c2)c2ccc(n2)c(-

c2cccc(O)c2)c2ccc1[nH]2 

  

Name: Photofrin 

Method: Fluorescence Microscopy 

References: 95 

Structure: 

CCc1c(C)c2cc3nc(cc4nc(cc5[nH]c(cc1[nH]2)c

(C)c5C(C)O)c(C)c4CCC([O-])=O)c(CCC([O-

])=O)c3C 

  

Name: Aminolevulinic Acid 

Method: Fluorescence Microscopy 

References: 95 

Structure: [NH3+]CC(=O)CCC([O-])=O 

  

Name: CPO 

Method: Fluorescence Microscopy 

References: 99 

Structure: 

CC(CCO)CC(O)N(O)CCCC(NC(C)=O)C(=O)

OCC\C=C\C(O)N(O)\C=C\CC1NC(=O)C(NC

1=O)\C=C\CN(O)C(O)CC(C)CCO 

  

Name: Mesochlorin; Mce6 

Method: Fluorescence Microscopy 

References: 100 

Structure: 

CCc1c(C)c2cc3[nH]c(cc4nc(c(CCC([O-

])=O)c4C)c(CC(=O)NCC[NH3+])c4[nH]c(cc1

n2)c(C)c4C([O-])=O)c(C)c3CC 

  

Name: 
EDKC; N,N'-bis(2-ethyl-1,3-

dioxolane)kryptocyanine 

Method: Fluorescence Microscopy 

References: 109 

Structure: 
C1COC(CCN2C=C/C(=C/C=C/c3cc[n+](CCC

4OCCO4)c4ccccc34)c3ccccc23)O1 

  

Name: 
MBMG; Methylglyoxal-

bis(guanylhydrazone)] 

Method: Pharmacological Effect 

References: 126 

Structure: CC(\C=N\N=C(N)N)=N/N=C(N)N 

  

Name: Topotecan 

Method: Fluorescence Microscopy 

References: 130 

Structure: 
CCC1(O)C(=O)OCC2=C1C=C1N(Cc3cc4c(C

[NH+](C)C)c(O)ccc4nc13)C2=O 

  

Name: Demethylchlortetracycline; Demeclocycline 

Method: Fluorescence Microscopy 

References: 127 

Structure: 

C[NH+](C)C1C2CC3C(O)c4c(Cl)ccc(O)c4C([

O-])=C3C(=O)C2(O)C(=O)\C(=C(/N)[O-

])C1=O 

  

Name: Porphyrin Derivative 4 

Method: Fluorescence Microscopy 

References: 132 

Structure: 

CCc1c(C)c2nc1cc1[nH]c(cc3nc(cc4[nH]c(c(C

)c4CC)c2-

c2cc(OCc4cc(cc(c4)C(F)(F)F)C(F)(F)F)cc(OC

c4cc(cc(c4)C(F)(F)F)C(F)(F)F)c2)c(C)c3CCC

(=O)OC)c(CCC(=O)OC)c1C 

  

Name: Chlorin 30 

Method: Fluorescence Microscopy 

References: 132 

Structure: 

CCc1c(C)c2[nH]c1cc1nc(cc3[nH]c(cc4nc(c2-

c2cc(OCc5cc(cc(c5)C(F)(F)F)C(F)(F)F)cc(OC

c5cc(cc(c5)C(F)(F)F)C(F)(F)F)c2)C(C)(O)C4(

O)CC)c(C)c3CCC(=O)OC)c(CCC(=O)OC)c1

C 

  

Name: Bacteriochlorin 31 

Method: Fluorescence Microscopy 

References: 132 

Structure: 

CCc1c(C)c2[nH]c1cc1nc(cc3[nH]c(cc4nc(c2-

c2cc(OCc5cc(cc(c5)C(F)(F)F)C(F)(F)F)cc(OC

c5cc(cc(c5)C(F)(F)F)C(F)(F)F)c2)C(C)(O)C4(

O)CC)c(C)c3CCC(=O)OC)C(O)(CCC(=O)OC

)C1(C)O 

  

Name: 6-Aminoquinoline Derivative 2 

Method: Fluorescence Microscopy 

References: 137 

Structure: 
Cc1c(N2CCc3ccccc3C2)c(N)cc2C(=O)C(=CN

(C3CC3)c12)C([O-])=O 

  

Name: 6-Aminoquinoline Derivative 3 

Method: Fluorescence Microscopy 

References: 137 

Structure: 

CN1C=C(C([O-

])=O)C(=O)c2cc(N)c(cc12)N1CCN(CC1)c1cc

ccn1 

  

Name: 

DADP-a; 5,10-di[4-(N-

trimethylaminophenyl)-15,20-

diphenylporphyrin 

Method: Fluorescence Microscopy 

References: 138 

Structure: 

C[N+](C)(C)c1ccc(cc1)-c1c2ccc(n2)c(-

c2ccc(cc2)[N+](C)(C)C)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-c2ccccc2)c2ccc1[nH]2 

  

Name: 99mTc-sestamibi 

Method: Cell Fractionation 

References: 144 

Structure: COC(C)(C)C[N+]#C 
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Name: Fura-2 

Method: Fluorescence Microscopy 

References: 168 

Structure: 

Cc1ccc(N(CC([O-])=O)CC([O-

])=O)c(OCCOc2cc3cc(oc3cc2N(CC([O-

])=O)CC([O-])=O)-c2ncc(o2)C([O-])=O)c1 

  

Name: Pancratistatin 

Method: Pharmacological Effect 

References: 169 

Structure: 
OC1C(O)C(O)C2C(NC(=O)c3c(O)c4OCOc4c

c23)C1O 

  

Name: Anthralin 

Method: Fluorescence Microscopy 

References: 178 

Structure: Oc1cccc2Cc3cccc(O)c3C(=O)c12 

  

Name: Paclitaxel 

Method: Pharmacological Effect 

References: 188 

Structure: 

CC(=O)OC1C(=O)C2(C)C(O)CC3OCC3(OC(

C)=O)C2C(OC(=O)c2ccccc2)C2(O)CC(OC(=

O)C(O)C(NC(=O)c3ccccc3)c3ccccc3)C(C)=C

1C2(C)C 

  

Name: Gossypol 

Method: Pharmacological Effect 

References: 189 

Structure: 
CC(C)c1c(O)c(O)c(C=O)c2c(O)c(c(C)cc12)-

c1c(C)cc2c(C(C)C)c(O)c(O)c(C=O)c2c1O 

  

Name: Mahanine 

Method: Pharmacological Effect 

References: 192 

Structure: 
C\C(C)=C\CCC1(C)Oc2ccc3c4ccc(O)cc4[nH]

c3c2C=C1 

  

Name: Bacteriopurpurinimide Derivative 8 

Method: Fluorescence Microscopy 

References: 212 

Structure: 

CCCCCCN1C(=O)C2=C(C)\C3=C\C4=N\C(=

C/C5[NH2+]C(\C=C6/N=C(C(CCC(=O)OCC

C)C6C)C(C1=O)=C2N3)C(C)=C5C(C)OCCC

)C(C)C4CC 

  

Name: Bacteriopurpurinimide Derivative 9 

Method: Fluorescence Microscopy 

References: 212 

Structure: 

CCCCCCCOC(C)C1=C(C)C2[NH2+]C1\C=C

1/N=C(/C=C3NC4=C(C(=O)N(CCCCCC)C(=

O)C4=C\3C)C3=N/C(=C\2)C(C)C3CCC(=O)

OCCC)C(CC)C1C 

  

Name: Bacteriopurpurinimide Derivative 10 

Method: Fluorescence Microscopy 

References: 212 

Structure: 

CCCCCCCCCCOC(C)C1=C(C)C2[NH2+]C1\

C=C1/N=C(/C=C3NC4=C(C(=O)N(CCCCCC

)C(=O)C4=C\3C)C3=N/C(=C\2)C(C)C3CCC(

=O)OCCC)C(CC)C1C 

  

Name: XF 70 

Method: Fluorescence Microscopy 

References: 215 

Structure: 

C[N+](C)(C)CCCOc1cccc(c1)-

c1c2ccc(cc3ccc([nH]3)c(-

c3cccc(OCCC[N+](C)(C)C)c3)c3ccc(cc4ccc1[

nH]4)n3)n2 

  

Name: XF 73 

Method: Fluorescence Microscopy 

References: 215 

Structure: 

C[N+](C)(C)CCCOc1ccc(cc1)-

c1c2ccc(cc3ccc([nH]3)c(-

c3ccc(OCCC[N+](C)(C)C)cc3)c3ccc(cc4ccc1[

nH]4)n3)n2 

  

Name: 
Silicon (IV) Phthalocyanine; 

SIPc[C3H5(NMe2)2O](OMe) 

Method: Fluorescence Microscopy 

References: 217, 427 

Structure: 

CO[Si]1(OC(CN(C)C)C[NH+](C)C)n2c3cc4n

c(cc5n1c(cc1nc(cc2c2ccccc32)c2ccccc12)c1cc

ccc51)c1ccccc41 

  

Name: 
SS-02; Dmt-D-Arg-Phe-Lys-NH2; (Dmt¹)-

DALDA 

Method: Fluorescence Microscopy 

References: 31, 156 

Structure: 

Cc1cc(O)cc(C)c1CC([NH3+])C(=O)NC(CCC

NC(N)=[NH2+])C(=O)NC(Cc1ccccc1)C(=O)

NC(CCCC[NH3+])C(N)=O 

  

Name: 

SS-19; Dmt-D-Arg-Phe-atnDap-NH2; 

(Dmt¹,atnDap⁴)-DALDA 

Method: Fluorescence Microscopy 

References: 31, 156 

Structure: 

Cc1cc(O)cc(C)c1CC([NH3+])C(=O)NC(CCC

NC(N)=[NH2+])C(=O)NC(Cc1ccccc1)C(=O)

NC(C(N)C(=O)c1ccccc1N)C(N)=O 

  

Name: SS-31; D-Arg-Dmt-Lys-Phe-NH2 

Method: Fluorescence Microscopy 

References: 31 

Structure: 

Cc1cc(O)cc(C)c1CC(NC(=O)C([NH3+])CCC

NC(N)=[NH2+])C(=O)NC(CCCC[NH3+])C(=

O)NC(Cc1ccccc1)C(N)=O 

  

Name: 

MitoDC-81; [4-((11aS)-7-methoxy-1,2,3,11a-

tetrahydro-5H-pyrrolo[2,1-

c][1,4]benzodiazepin-5-on-8-oxy)butyl] 

triphenylphosphonium iodide 

Method: Fluorescence Microscopy 

References: 39 

Structure: 
COc1cc2C(=O)N3CCCC3C=Nc2cc1OCCCC[

P+](c1ccccc1)(c1ccccc1)c1ccccc1 
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Name: Isometamidium 

Method: Cell Fractionation 

References: 205 

Structure: 

CC[n+]1c(-

c2ccccc2)c2cc(ccc2c2ccc(N)cc12)\N=N\Nc1c

ccc(c1)C(N)=[NH2+] 

  

Name: 
5(6)Carboxyfluorescein-Containing 

Tetragunidinium Vector 

Method: Fluorescence Microscopy 

References: 33 

Structure: 

CCCC[Si](OCC1CCN2CCC(CSCC3CCN4CC

C(CSCC5CCN6CCC(CSCC7CCN8CCC(CSC

CNC(=O)c9ccc%10C(=O)OC%11(c%12ccc(

O)cc%12Oc%12cc(O)ccc%11%12)c%10c9)N

C8=[NH+]7)NC6=[NH+]5)NC4=[NH+]3)NC

2=[NH+]1)(c1ccccc1)c1ccccc1 

  

Name: Pyropheophorbide-a Derivative 5 

Method: Fluorescence Microscopy 

References: 92 

Structure: 

CCCCCOC(C)C1=C(C)/C2=C/C3=N/C(C(CC

C([O-

])=O)C3C)=C3CC(=O)C4=C/3NC(/C=C3\N=

C(\C=C\1N2)C(C)=C\3CC)=C4C 

  

Name: Pyropheophorbide-a Derivative 6 

Method: Fluorescence Microscopy 

References: 92 

Structure: 

CCCCCCOC(C)C1=C(C)/C2=C/C3=N/C(C(C

CC([O-

])=O)C3C)=C3CC(=O)C4=C/3NC(/C=C3\N=

C(\C=C\1N2)C(C)=C\3CC)=C4C 

  

Name: 
LY 219703; N-(4-azidophenylsulfonyl)-N'-(4-

chlorophenyl)urea 

Method: Cell Fractionation 

References: 533 

Structure: 

[O-

]S(=O)(=NC(=O)Nc1ccc(Cl)cc1)c1ccc(cc1)N

=[N+]=[N-] 

  

Name: LCL-30 

Method: Pharmacological Effect 

References: 206 

Structure: 
CCCCCCCCCCCCCCCC(=O)NC(CO)C(O)\

C=C\CCCCCCCCCCCCC 

  

Name: Bacteriochlorin Derivative 16 

Method: Fluorescence Microscopy 

References: 532 

Structure: 

CCc1c(C)c2cc3nc(C(CCC(=O)OC)C3C)c3CC

(=O)c4c(C)c(cc5nc(cc1[nH]2)C1(C)C(C(=O)

OC)C(=CC=C51)C(=O)OC)[nH]c34 

  

Name: Bacteriochlorin Derivative 17 

Method: Fluorescence Microscopy 

References: 532 

Structure: CCc1c(C)c2cc3nc(C(CCC(=O)OC)C3C)c(CC

(=O)OC)c3[nH]c(cc4nc(cc1[nH]2)C1(C)C(C(

=O)OC)C(=CC=C41)C(=O)OC)c(C)c3C(=O)

OC 

  

Name: Bacteriochlorin Derivative 18 

Method: Fluorescence Microscopy 

References: 532 

Structure: 

CCc1c(C)c2cc3nc(C(CCC(=O)OC)C3C)c(C(=

O)OC)c3[nH]c(cc4nc(cc1[nH]2)C1(C)C(C(=

O)OC)C(=CC=C41)C(=O)OC)c(C)c3C(=O)O

C 

  

Name: Bacteriochlorin Derivative 19 

Method: Fluorescence Microscopy 

References: 532 

Structure: 

CCCCCCN1C(=O)c2c3nc(cc4[nH]c(cc5nc(cc

6[nH]c2c(C1=O)c6C)C1=CC=C(C(C(=O)OC)

C51C)C(=O)OC)c(CC)c4C)[C@@H](C)C3C

CC(=O)OC 

  

Name: Bacteriochlorin Derivative 20 

Method: Fluorescence Microscopy 

References: 532 

Structure: 

CCc1c(C)c2cc3nc(C(CCC(=O)OC)C3C)c3C(

=O)N(Cc4cc(cc(c4)C(F)(F)F)C(F)(F)F)C(=O)

c4c(C)c(cc5nc(cc1[nH]2)C1(C)C(C(=O)OC)C

(=CC=C51)C(=O)OC)[nH]c34 

  

Name: 

POR10; 5,10,15,20-tetrakis(1-

decylpyridinium-4-yl)-21H.23H-porphyrin 

tetrabromide 

Method: Pharmacological Effect 

References: 231 

Structure: 

CCCCCCCCCC[n+]1ccc(cc1)-c1c2ccc(n2)c(-

c2cc[n+](CCCCCCCCCC)cc2)c2ccc([nH]2)c(

-c2cc[n+](CCCCCCCCCC)cc2)c2ccc(n2)c(-

c2cc[n+](CCCCCCCCCC)cc2)c2ccc1[nH]2 

  

Name: Pyridoxal 5'-Phosphate 

Method: Uptake/Binding 

References: 243 

Structure: Cc1ncc(COP([O-])([O-])=O)c(C=O)c1O 

  

Name: 
DASPMI; 

Dimethylaminostyrylmethylpyridinium Iodine 

Method: Fluorescence Microscopy 

References: 244 

Structure: CN(C)c1ccc(cc1)\C=C\c1cccc[n+]1C 

  

Name: Tetramethylethidium Bromide 

Method: Uptake/Binding 

References: 246 

Structure: 

CC[n+]1c(-

c2ccccc2)c2cc(N)ccc2c2c(C)c(C)c(cc12)N(C)

C 

  

Name: Betaine B 

Method: Uptake/Binding 

References: 246 

Structure: CCO[n+]1c(-
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c2ccccc2)c2cc(N)ccc2c2ccc(O)cc12 

  

Name: 
PTP1; 2-amino-5H-

pyrido[3',2;5,6]thiopyrano[4,3-d]pyrimidine 

Method: Pharmacological Effect 

References: 250 

Structure: Nc1ncc2CSc3ncccc3-c2n1 

  

Name: Cyanine Dye Conjugate 4b 

Method: Fluorescence Microscopy 

References: 251 

Structure: 
COC(=O)CCCCC[n+]1ccc(cc1)\C=C1\Sc2ccc

cc2N1C 

  

Name: Cyanine Dye Conjugate 6b 

Method: Fluorescence Microscopy 

References: 251 

Structure: 
COC(=O)CCCCC[n+]1ccc(cc1)\C=C/C=C1\S

c2ccccc2N1C 

  

Name: Cyanine Dye Conjugate 7b 

Method: Fluorescence Microscopy 

References: 251 

Structure: 
COC(=O)CCCCC[n+]1ccc(\C=C/C=C2\Sc3cc

ccc3N2C)c2ccccc12 

  

Name: Cyanine Dye Conjugate 4c 

Method: Fluorescence Microscopy 

References: 251 

Structure: 

CN1\C(Sc2ccccc12)=C/c1cc[n+](CCCCCC(=

O)NC(Cc2ccccc2)C(=O)NC(CCCNC(N)=[NH

2+])C(=O)NC(Cc2ccccc2)C(=O)NC(CCCC[N

H3+])C(N)=O)cc1 

  

Name: Cyanine Dye Conjugate 6c 

Method: Fluorescence Microscopy 

References: 251 

Structure: 

CN1c2ccccc2S\C1=C/C=C\c1cc[n+](CCCCC

C(=O)NC(Cc2ccccc2)C(=O)NC(CCCNC(N)=

[NH2+])C(=O)NC(Cc2ccccc2)C(=O)NC(CCC

C[NH3+])C(N)=O)cc1 

  

Name: Cyanine Dye Conjugate 7c 

Method: Fluorescence Microscopy 

References: 251 

Structure: 

CN1\C(Sc2ccccc12)=C/C=C\c1cc[n+](CCCC

CC(=O)NC(Cc2ccccc2)C(=O)NC(CCCNC(N)

=[NH2+])C(=O)NC(Cc2ccccc2)C(=O)NC(CC

CC[NH3+])C(N)=O)c2ccccc12 

  

Name: DNCTT 

Method: Pharmacological Effect 

References: 252 

Structure: FC(F)(F)c1cc(c(Cl)c(c1)N(=O)=O)N(=O)=O 

  

Name: DDT 

Method: Pharmacological Effect 

References: 253 

Structure: Clc1ccc(cc1)C(c1ccc(Cl)cc1)C(Cl)(Cl)Cl 

  

Name: Fusaric Acid 

Method: Pharmacological Effect 

References: 254 

Structure: CCCCc1ccc(nc1)C([O-])=O 

  

Name: MIBG (Meta-Iodobenzylguanidine) 

Method: Pharmacological Effect 

References: 262 

Structure: NC(=[NH2+])NCc1cccc(I)c1 

  

Name: Metoclopramide 

Method: Cell Fractionation 

References: 264 

Structure: CC[NH+](CC)CCNC(=O)c1cc(Cl)c(N)cc1OC 

  

Name: HIPDM 

Method: Cell Fractionation 

References: 265 

Structure: CN(CCC[NH+](C)C)Cc1cc(I)cc(C)c1O 

  

Name: Ditercalinium 

Method: Fluorescence Microscopy 

References: 266 

Structure: 

COc1ccc2[nH]c3ccc4cc[n+](CCC[NH+]5CC

C(CC5)C5CC[NH+](CCC[n+]6ccc7ccc8[nH]c

9ccc(OC)cc9c8c7c6)CC5)cc4c3c2c1 

  

Name: Genistein 

Method: Pharmacological Effect 

References: 267 

Structure: Oc1ccc(cc1)C1=COc2cc([O-])cc(O)c2C1=O 

  

Name: Aflatoxin B1 

Method: Pharmacological Effect 

References: 268 

Structure: 
COc1cc2OC3OC=CC3c2c2OC(=O)C3=C(CC

C3=O)c12 

  

Name: Rubratoxin B 

Method: Pharmacological Effect 

References: 269 

Structure: 

CCCCCCC(O)C1C(O)C2=C(CC(CC3=C1C(=

O)OC3=O)C(O)C1CC=CC(=O)O1)C(=O)OC

2=O 

  

Name: FUdRFloxuridine 

Method: Distr.others 

References: 260 

Structure: OCC1OC(CC1O)N1C=C(F)C(=O)NC1=O 

  

Name: Pyrrolo(2,3-h)quinolone Compound 10 

Method: Fluorescence Microscopy 

References: 275 

Structure: 
Cc1cc2C3=C(CCc2n1-

c1ccccc1)C=C(C(=O)N3)S(=O)(=O)c1ccccc1 

  

Name: Pyrrolo(2,3-h)quinolone Compound 11 

Method: Fluorescence Microscopy 

References: 275 

Structure: Cc1cc2C3=C(CCc2n1-



c1ccccc1)C=C(C(=O)N3)C(=O)c1ccccc1 

  

Name: Pyrrolo(2,3-h)quinolone Compound 12 

Method: Fluorescence Microscopy 

References: 275 

Structure: 
Cc1cc2C3=C(CCc2n1-

c1ccccc1)C=C(C#N)C(=O)[N-]3 

  

Name: Pyrrolo(2,3-h)quinolone Compound 13 

Method: Fluorescence Microscopy 

References: 275 

Structure: 
CCOC(=O)C1=CC2=C(NC1=O)c1cc(C)n(c1C

C2)-c1ccccc1 

  

Name: Pyrrolo(2,3-h)quinolone Compound 14 

Method: Fluorescence Microscopy 

References: 275 

Structure: 
Cc1cc2C3=C(CCc2n1C)C=C(C(=O)N3)S(=O)

(=O)c1ccccc1 

  

Name: Pyrrolo(2,3-h)quinolone Compound 15 

Method: Fluorescence Microscopy 

References: 275 

Structure: 
Cc1cc2C3=C(CCc2n1C)C=C(C(=O)N3)C(=O

)c1ccccc1 

  

Name: Pyrrolo(2,3-h)quinolone Compound 16 

Method: Fluorescence Microscopy 

References: 275 

Structure: 
Cc1cc2C3=C(CCc2n1Cc1ccccc1)C=C(C(=O)

N3)S(=O)(=O)c1ccccc1 

  

Name: Pyrrolo(2,3-h)quinolone Compound 17 

Method: Fluorescence Microscopy 

References: 275 

Structure: 
Cc1cc2C3=C(CCc2n1Cc1ccccc1)C=C(C(=O)

N3)C(=O)c1ccccc1 

  

Name: EPED3 

Method: Pharmacological Effect 

References: 277 

Structure: 
C[NH+](C)CCOc1ccc2[nH]c3c(C)c4ccncc4c(

C)c3c2c1 

  

Name: Methylene Blue Derivative 

Method: Fluorescence Microscopy 

References: 283 

Structure: 
CCON1c2cc3[s+]c4cc5N(OCC)C(C)(C)CC(C

)c5cc4nc3cc2C(C)CC1(C)C 

  

Name: Rhodamine 800 

Method: Uptake/Binding 

References: 293 

Structure: 
N#CC1=C2C=C3CCC[N+]4=C3C(CCC4)=C2

Oc2c3CCCN4CCCc(cc12)c34 

  

Name: Fluorinated Tetrapyridylporphyrin Analogue 8 

Method: Fluorescence Microscopy 

References: 302 

Structure: C[n+]1cccc(c1F)-c1c2ccc(n2)c(-

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

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

c2ccc[n+](C)c2F)c2ccc1[nH]2 

  

Name: MitP 

Method: Fluorescence Microscopy 

References: 309 

Structure: 

CCC(C)C([NH3+])C(=O)NC(CC(N)=O)C(=O

)NC(CC(C)C)C(=O)NC(CCCC[NH3+])C(=O)

NC(CCCC[NH3+])C(=O)NC(CC(C)C)C(=O)

NC(C)C(=O)NC(CCCC[NH3+])C(=O)NC(CC

(C)C)C(=O)NC(C)(C)C(=O)NC(CCCC[NH3+

])C(=O)NC(CCCC[NH3+])C(=O)NC(C(C)CC

)C(=O)NC(CC(C)C)C(N)=O 

  

Name: Z-Gly-RGD-f-mitP 

Method: Fluorescence Microscopy 

References: 309 

Structure: 

CCC(C)C(NC(=O)C(Cc1ccccc1)NC(=O)C(C

C([O-

])=O)NC(=O)CNC(=O)C(CCCNC(N)=[NH2+

])NC(=O)CNC(=O)OCc1ccccc1)C(=O)NC(C

C(N)=O)C(=O)NC(CC(C)C)C(=O)NC(CCCC

[NH3+])C(=O)NC(CCCC[NH3+])C(=O)NC(

CC(C)C)C(=O)NC(C)C(=O)NC(CCCC[NH3+

])C(=O)NC(CC(C)C)C(=O)NC(C)(C)C(=O)N

C(CCCC[NH3+])C(=O)NC(CCCC[NH3+])C(

=O)NC(CC(C)C)C(N)=O 

  

Name: Coenzyme Q9 

Method: Cell Fractionation 

References: 319 

Structure: 

COC1=C(OC)C(=O)C(C\C=C(/C)CC\C=C(/C

)CC\C=C(/C)CC\C=C(/C)CC\C=C(/C)CC\C=

C(/C)CC\C=C(/C)CC\C=C(/C)CCC=C(C)C)=

C(C)C1=O 

  

Name: Conenzyme Q10 

Method: Cell Fractionation 

References: 319 

Structure: 

COC1=C(OC)C(=O)C(C\C=C(/C)CC\C=C(/C

)CC\C=C(/C)CC\C=C(/C)CC\C=C(/C)CC\C=

C(/C)CC\C=C(/C)CC\C=C(/C)CC\C=C(/C)C

CC=C(C)C)=C(C)C1=O 

  

Name: (1''-pyrene butyl)-2-rhodamine ester 

Method: Fluorescence Microscopy 

References: 324 

Structure: 

Nc1ccc2c(OC3=CC(=[NH2+])C=CC3=C2c2c

ccc(c2)C(=O)OCCCCc2ccc3ccc4cccc5ccc2c3

c45)c1 

  

Name: Pyocyanin 

Method: Fluorescence Microscopy 

References: 325 

Structure: CN1C2=CC=CC(=O)C2=Nc2ccccc12 

  

Name: TEMPO 

Method: Fluorescence Microscopy 

References: 348 

Structure: CC(=C)c1cc(N\C(SCc2ccc(C[P+](c3ccccc3)(c



3ccccc3)c3ccccc3)cc2)=N/C2CC(C)(C)N(O)C

(C)(C)C2)ccc1C1=C2C=CC(=O)C=C2Oc2cc(

O)ccc12 

  

Name: 
5-Aminofluorescein conjugated 9-

Hydroxystearic Acid 

Method: Fluorescence Microscopy 

References: 329 

Structure: 
CCCCCCCCCC(O)CCCCCCCC(=O)Nc1ccc2

c(c1)C(=O)OC21c2ccc(O)cc2Oc2cc(O)ccc12 

  

Name: CDS1 

Method: Fluorescence Microscopy 

References: 332 

Structure: 

CCc1c(CC)c2cc3c(CC)c(CC)c4n3[Cu]n3c(cc1

n2)c(CC)c(CC)c3c(\C=[N+](\C)C)c1nc2c(ccc

c42)C1(CC)CC 

  

Name: 
MTT; 3-(4,5-dimethylthiazol-2-yl)-2,5-

diphenyltetrazolium bromide 

Method: Pharmacological Effect 

References: 333 

Structure: Cc1nc(sc1C)-n1nc(n[n+]1-c1ccccc1)-c1ccccc1 

  

Name: 2-methyl-4-dimethylaminoazobenzene 

Method: Cell Fractionation 

References: 534 

Structure: CN(C)c1ccc(\N=N\c2ccccc2)c(C)c1 

  

Name: DMSP-Coumarin Derivative 4 

Method: Fluorescence Microscopy 

References: 351 

Structure: 
CCCCCCCCCCCCC\C=C\C(OC(=O)C1Cc2c

cc(cc2OC1=O)N(CC)CC)C(CO)[NH+](C)C 

  

Name: DMSP-Coumarin Derivative 5 

Method: Fluorescence Microscopy 

References: 351 

Structure: 
CCCCCCCCCCCCC\C=C\C(O)C(COC(=O)C

1Cc2ccc(cc2OC1=O)N(CC)CC)[NH+](C)C 

  

Name: MitoPY1 

Method: Fluorescence Microscopy 

References: 355 

Structure: 

CC1(C)OB(OC1(C)C)c1ccc2c(Oc3cc(ccc3C2

2OC(=O)c3ccccc23)N2CC[NH+](CCCC[P+](

c3ccccc3)(c3ccccc3)c3ccccc3)CC2)c1 

  

Name: 2-Quinolinecarboxamide Derivative 6a 

Method: Uptake/Binding 

References: 358 

Structure: 
CN(Cc1ccccc1)C(=O)c1nc2ccccc2c(-

c2ccccc2)c1CN1CC[NH2+]CC1 

  

Name: 2-Quinolinecarboxamide Derivative 6b 

Method: Uptake/Binding 

References: 358 

Structure: 

CN(Cc1ccccc1)C(=O)c1nc2ccccc2c(-

c2ccccc2)c1CN1CC[NH+](CC1)Cc1c(nc2ccc

cc2c1-c1ccccc1)C(=O)N(C)Cc1ccccc1 

  

Name: 2-Quinolinecarboxamide Derivative 6c 

Method: Uptake/Binding 

References: 358 

Structure: 
CN(Cc1ccccc1)C(=O)c1nc2ccccc2c(-

c2ccccc2)c1CN1CCN(CC1)C(=O)Nc1ccccc1 

  

Name: 2-Quinolinecarboxamide Derivative 6d 

Method: Uptake/Binding 

References: 358 

Structure: 

CN(Cc1ccccc1)C(=O)c1nc2ccccc2c(-

c2ccccc2)c1C[NH+]1CCN(CCN2C(=O)c3ccc

cc3C2=O)CC1 

  

Name: 2-Quinolinecarboxamide Derivative 6e 

Method: Uptake/Binding 

References: 358 

Structure: 

CN(Cc1ccccc1)C(=O)c1nc2ccccc2c(-

c2ccccc2)c1C[NH+]1CCN(CCCN2C(=O)c3cc

ccc3C2=O)CC1 

  

Name: 2-Quinolinecarboxamide Derivative 6f 

Method: Uptake/Binding 

References: 358 

Structure: 

CN(Cc1ccccc1)C(=O)c1nc2ccccc2c(-

c2ccccc2)c1CN1CC[NH+](CCCCN2C(=O)c3

ccccc3C2=O)CC1 

  

Name: 2-Quinolinecarboxamide Derivative 6j 

Method: Uptake/Binding 

References: 358 

Structure: 

CN(Cc1ccccc1)C(=O)c1nc2ccccc2c(-

c2ccccc2)c1C[NH+]1CCN(CCC[N+]23CCS[

Re--]22(O)SCCN2C(=O)C3)CC1 

  

Name: 2-Quinolinecarboxamide Derivative 6m 

Method: Uptake/Binding 

References: 358 

Structure: 

CN(Cc1ccccc1)C(=O)c1nc2ccccc2c(-

c2ccccc2)c1CN1CCN(CC1)C(=O)C[N+]12C

CS[Re--]11(O)SCCN1C(=O)C2 

  

Name: 
N-methylated imidazopyridine-acetamide 

Derivative 7 

Method: Uptake/Binding 

References: 359 

Structure: 
CN(C(=C)Cc1c(nc2c(Cl)cc(Cl)cn12)-

c1ccc(Cl)cc1)c1ccccc1 

  

Name: SSR180575 

Method: Uptake/Binding 

References: 362 

Structure: 
CN(C)C(=O)CC1=NN(C(=O)c2c1c1ccc(Cl)cc

1n2C)c1ccccc1 

  

Name: Alpidem 

Method: Pharmacological Effect 

References: 535 

Structure: 
CCCN(CCC)C(=O)Cc1c(nc2ccc(Cl)cn12)-

c1ccc(Cl)cc1 



  

Name: DAA1097 

Method: Uptake/Binding 

References: 365 

Structure: 
CC(C)Oc1ccccc1CN(C(C)=O)c1ccc(Cl)cc1Oc

1ccccc1 

  

Name: DAA1106 

Method: Uptake/Binding 

References: 365 

Structure: 
COc1ccc(OC)c(CN(C(C)=O)c2cc(F)ccc2Oc2c

cccc2)c1 

  

Name: Pyrrolobenzoxazepine Derivative 17f 

Method: Uptake/Binding 

References: 366 

Structure: 
CCON(OCC)C(=O)OC1=C(Oc2ccccc2-

n2cccc12)c1ccccc1 

  

Name: Pyrrolobenzoxazepine Derivative 17j 

Method: Uptake/Binding 

References: 366 

Structure: 
CCON(OCC)C(=O)OC1=C(Oc2ccccc2-

n2cccc12)c1ccc(C)cc1 

  

Name: Dipyridamole 

Method: Uptake/Binding 

References: 368 

Structure: 
CC(=O)OCCN(CCO)c1nc(N2CCCCC2)c2nc(

nc(N3CCCCC3)c2n1)N(CCO)CCO 

  

Name: RA-25 

Method: Uptake/Binding 

References: 368 

Structure: CNc1nc(NC)c2nc(NC)nc(NC)c2n1 

  

Name: GBLD470 

Method: Uptake/Binding 

References: 370 

Structure: 
ClC1Nn2c(C=C1)nc(-c1ccc(cc1)-

c1ccccc1)c2CNC(=O)c1ccccc1 

  

Name: GBLD471 

Method: Uptake/Binding 

References: 370 

Structure: 
CC(=O)NCc1c(nc2C=CC(Cl)Nn12)-

c1ccc(cc1)-c1ccccc1 

  

Name: GBLD696 

Method: Uptake/Binding 

References: 370 

Structure: 
ClC1Nn2c(C=C1)nc(\C=C\c1ccccc1)c2CNC(

=O)c1ccccc1 

  

Name: GBLD700 

Method: Uptake/Binding 

References: 370 

Structure: 
CC(C)(C)c1ccc(cc1)-

c1nc2C=CC(Cl)Nn2c1CNC(=O)c1ccccc1 

  

Name: GBLD703 

Method: Uptake/Binding 

References: 370 

Structure: 
CC(C)(C)c1ccc(cc1)-

c1nc2C=CC(Cl)Nn2c1CNC(=O)c1ccc(F)cc1 

  

Name: Imidazopyridine-7-nitrofurazan Conjugate 10 

Method: Fluorescence Microscopy 

References: 373 

Structure: 

Clc1ccc(cc1)-

c1nc2c(Cl)cc(Cl)cn2c1CC(=O)N(CCCCCCNc

1ccc(c2nonc12)N(=O)=O)Cc1ccccc1 

  

Name: Glucoconjugated Chlorin Derivative 7 

Method: Fluorescence Microscopy 

References: 405 

Structure: 

OC[C@H]1O[C@@H](Oc2cccc(c2)-

c2c3CCc([nH]3)c(-

c3cccc(O[C@@H]4O[C@H](CO)[C@@H](O

)[C@@H](O)[C@H]4O)c3)c3ccc(n3)c(-

c3cccc(O[C@@H]4O[C@H](CO)[C@@H](O

)[C@@H](O)[C@H]4O)c3)c3ccc([nH]3)c(-

c3cccc(O[C@@H]4O[C@H](CO)[C@@H](O

)[C@@H](O)[C@H]4O)c3)c3ccc2n3)[C@H](

O)[C@H](O)[C@@H]1O 

  

Name: Glucoconjugated Chlorin Derivative 9 

Method: Fluorescence Microscopy 

References: 405 

Structure: 

OC[C@H]1O[C@@H](Oc2cccc(c2)-

c2c3ccc(n3)c(-

c3cccc(O[C@@H]4O[C@H](CO)[C@@H](O

)[C@@H](O)[C@H]4O)c3)c3ccc([nH]3)c(-

c3cccc(O[C@@H]4O[C@H](CO)[C@@H](O

)[C@@H](O)[C@H]4O)c3)c3ccc(n3)c(-

c3ccccc3)c3ccc2[nH]3)[C@H](O)[C@H](O)[

C@@H]1O 

  

Name: Porphyrazine 16⁰ 

Method: Fluorescence Microscopy 

References: 403 

Structure: 

CC(C)Oc1ccc(OC(C)C)c2c3nc4nc(nc5[nH]c(n

c6nc(nc([nH]3)c12)c(SCCOCCOCCO)c6SCC

OCCOCCO)c1c(OC(C)C)ccc(OC(C)C)c51)c(

SCCOCCOCCO)c4SCCOCCOCCO 

  

Name: FCp6 

Method: Fluorescence Microscopy 

References: 429 

Structure: 

CCC1=C(C)C2=NC1=CC1=C(C)C(C([O-

])=O)=C(N1)C(C([O-

])=O)=C1N=C(C=C3NC(=C2)C(C=O)=C3C)

C(C)=C1CCC([O-])=O 

  

Name: Biotinylated Glyfoline 

Method: histo 

References: 431 

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


Structure: 

COC1=C(OC)C(OC)=C(OC)C2C1N(C)c1c(O

C)c(OCCCCNC(=O)CCCNC(=O)CCCCC3SC

C4(C)NC(=O)NC34C)ccc1C2=O 

  

Name: Methyl Pyropheophorbide-a Derivative 7 

Method: Fluorescence Microscopy 

References: 537 

Structure: 

CCCCCCOC(C)C1=C(C)/C2=C/C3=N/C(C(C

CC(=O)OC)C3C)=C3CC(=O)C4=C/3NC(/C=

C3\N=C(\C=C\1N2)C(C)=C\3CC)=C4C 

  

Name: Methyl Pyropheophorbide-a Derivative 8 

Method: Fluorescence Microscopy 

References: 537 

Structure: 

CCC1=C(C)C2=N\C\1=C/C1=C(C)C3=C4N1[

In](Cl)N1C(=C/C5=N/C(C(CCC(=O)OC)C5C

)=C\4CC3=O)\C(C)=C(C(C)OCCOCCOCCO

C)/C1=C/2 

  

Name: CP 

Method: Fluorescence Microscopy 

References: 443 

Structure: 

COc1cc(OC)c(c(OC)c1)-c1c2CCc([nH]2)c(-

c2ccc(cc2)[N+](C)(C)C)c2ccc(n2)c(-

c2c(OC)cc(OC)cc2OC)c2ccc([nH]2)c(-

c2c(OC)cc(OC)cc2OC)c2ccc1n2 

  

Name: 
Fluorinated Bacteriopurpurinimide Derivative 

3 

Method: Fluorescence Microscopy 

References: 444 

Structure: 

CCC1C(C)C2=C/C3NC(/C=C4\N=C(C(CCC(

=O)OC)C4C)C4=C5NC(=C\C1=N\2)/C(C)=C

5C(=O)N(Cc1cc(cc(c1)C(F)(F)F)C(F)(F)F)C4

=O)C(C)=C3C(C)[NH2+]Cc1cc(cc(c1)C(F)(F

)F)C(F)(F)F 

  

Name: Hexadecanedioic Acid 

Method: Pharmacological Effect 

References: 455 

Structure: [O-]C(=O)CCCCCCCCCCCCCCC([O-])=O 

  

Name: PBR Fluorescent Derivative 4 

Method: Fluorescence Microscopy 

References: 471 

Structure: 

O=C(Cc1c([nH]c2ccccc12)-

c1ccccc1)NCCCCCCNc1ccc(c2nonc12)N(=O

)=O 

  

Name: Pi-Extended Squaraines Derivative 1b 

Method: Fluorescence Microscopy 

References: 507 

Structure: 

COCCOCCOCn1c(ccc1C1=C([O-

])\C(C1=O)=C1/C=CC(\C=N\N(C)C)=[N+]/1

COCCOCCOC)\C=N\N(C)C 

  

Name: Toluidine blue O 

Method: Distr.others 

References: 185 

Structure: 
CC1=CC2=C(SC3=C/C(/C=CC3=N2)=[N+](/

C)C)C=C1N 
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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 

Method: Fluorescence Microscopy 

References: 4 

Structure: 
NC(=[NH2+])c1ccc(cc1)-

c1cc2ccc(cc2[nH]1)C(N)=[NH2+] 

  

Name: Ethidium bromide 

Method: Fluorescence Microscopy 

References: 4, 163 

Structure: CC[n+]1c(-c2ccccc2)c2cc(N)ccc2c2ccc(N)cc12 

  

Name: E1374; Ethidium monoazide bromide; EMA 

Method: Fluorescence Microscopy 

References: 600 

Structure: 

CC[n+]1c(-

c2ccccc2)c2cc(ccc2c2ccc(N)cc12)N=[N+]=[N-

] 

  

Name: L7595; LDS 751 

Method: Fluorescence Microscopy 

References: 602 

Structure: 
CC[n+]1c(\C=C\C=C/c2ccc(cc2)N(C)C)ccc2cc

(ccc12)N(C)C 

  

Name: 
H22845; hydroxystilbamidine, 

methanesulfonate 

Method: Fluorescence Microscopy 

References: 603 

Structure: 
NC(=[NH2+])c1ccc(cc1)\C=C\c1ccc(cc1O)C(N

)=[NH2+] 

  

Name: 
H1398; Pentahydrate (bis-benzimide); Hoechst 

33258 

Method: Fluorescence Microscopy 

References: 147 

Structure: C[NH+]1CCN(CC1)c1ccc2nc([nH]c2c1)-

c1ccc2[nH]c(nc2c1)-c1ccc(O)cc1 

  

Name: H21486; Hoechst 34580 

Method: Fluorescence Microscopy 

References: 658 

Structure: 
CN(C)c1ccc(cc1)-c1nc2cc(ccc2[nH]1)-

c1nc2ccc(cc2[nH]1)N1CC[NH+](C)CC1 

  

Name: 
H1399; trihydrochloride, trihydrate; Hoechst 

33342 

Method: Fluorescence Microscopy 

References: 630 

Structure: 
CCOc1ccc(cc1)-c1nc2cc(ccc2[nH]1)-

c1nc2ccc(cc2[nH]1)N1CC[NH+](C)CC1 

  

Name: P3581; PO-PRO™ 1 iodide (435/455) 

Method: Fluorescence Microscopy 

References: 631 

Structure: 
C[n+]1c(C=C2C=CN(CCC[N+](C)(C)C)C=C2)

oc2ccccc12 

  

Name: 
N21485; Hoechst S769121, trihydrochloride, 

trihydrate; Nuclear yellow 

Method: Fluorescence Microscopy 

References: 670 

Structure: 
C[NH+]1CCN(CC1)c1ccc2nc([nH]c2c1)-

c1ccc2[nH]c(nc2c1)-c1ccc(cc1)S(N)(=O)=O 

  

Name: P3585; PO-PRO™-3 iodide (539/567) 

Method: NA 

References: Invi 

Structure: 
C[n+]1c(\C=C\C=C2C=CN(CCC[N+](C)(C)C)

C=C2)oc2ccccc12 

  

Name: Y3603; YO-PRO®-1 iodide (491/509) 

Method: Fluorescence Microscopy 
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References: 71 

Structure: 
C[n+]1c(oc2ccccc12)\C=C1\C=CN(CCC[N+](

C)(C)C)c2ccccc12 

  

Name: T3602; TO-PRO®-1 iodide (515/531) 

Method: Fluorescence Microscopy 

References: 684 

Structure: 
C[n+]1c(sc2ccccc12)\C=C1/C=CN(CCC[N+](

C)(C)C)c2ccccc12 

  

Name: Y3607; YO-PRO®-3 iodide (612/631) 

Method: Fluorescence Microscopy 

References: 608 

Structure: 
C[n+]1c(\C=C/C=C2/C=CN(CCC[N+](C)(C)C)

c3ccccc23)oc2ccccc12 

  

Name: P1304MP; Propidium Iodide 

Method: Fluorescence Microscopy 

References: 71 

Structure: 
CC[N+](C)(CC)CCC[n+]1c(-

c2ccccc2)c2cc(N)ccc2c2ccc(N)cc12 

  

Name: T3605; TO-PRO®-3 iodide (642/661) 

Method: Fluorescence Microscopy 

References: 71 

Structure: 
C[n+]1c(\C=C\C=C2/C=CN(CCC[N+](C)(C)C)

c3ccccc23)sc2ccccc12 

  

Name: 
A666; Bis-(6-chloro-2-methoxy-9-acridinyl) 

spermine; Acridine homodimer  

Method: Fluorescence Microscopy 

References: 723 

Structure: 

COc1ccc2[nH+]c3cc(Cl)ccc3c(NCCC[NH2+]C

CCC[NH2+]CCCNc3c4ccc(Cl)cc4[nH+]c4ccc(

OC)cc34)c2c1 

  

Name: T7596; TO-PRO®-5 iodide (745/770) 

Method: Uptake/Binding 

References: 635 

Structure: 
C[n+]1c(\C=C\C=C/C=C2\C=CN(CCC[N+](C)

(C)C)c3ccccc23)sc2ccccc12 

  

Name: E1169; Ethidium homodimer-1; EthD-1 

Method: Fluorescence Microscopy 

References: 613 

Structure: 

Nc1ccc2c(c1)c(-

c1ccccc1)[n+](CCCNCC[NH2+]CCC[n+]1c(-

c3ccccc3)c3cc(N)ccc3c3ccc(N)cc13)c1cc(N)cc

c21 

  

Name: P3580; POPO™ 1 iodide (434/456) 

Method: Uptake/Binding 

References: 650 

Structure: 

C[n+]1c(C=C2C=CN(CCC[N+](C)(C)CCC[N+

](C)(C)CCCN3C=CC(C=C3)=Cc3oc4ccccc4[n

+]3C)C=C2)oc2ccccc12 

  

Name: B3586; BOBO™3 iodide (570/602) 

Method: Fluorescence Microscopy 

References: 651 

Structure: 

C[n+]1c(\C=C\C=C2C=CN(CCC[N+](C)(C)C

CC[N+](C)(C)CCCN3C=CC(C=C3)=C/C=C\c

3sc4ccccc4[n+]3C)C=C2)sc2ccccc12 

  

Name: A7592; Actinomycin D 

Method: Distr.others 

References: 620 

Structure: 

CC(C)C1NC(=O)C(NC(=O)c2ccc(C)c3OC4=C

(C)C(=O)C(N)=C(C(=O)NC5C(C)OC(=O)C(C

(C)C)N(C)C(=O)CN(C)C(=O)C6CCCN6C(=O)

C(NC5=O)C(C)C)C4=Nc23)C(C)OC(=O)C(C(

C)C)N(C)C(=O)CN(C)C(=O)C2CCCN2C1=O 

  

Name: A1310; 7-aminoactinomycin D; 7-AAD 

Method: Uptake/Binding 

References: 621 

Structure: 

CC(C)C1NC(=O)C(NC(=O)c2cc(N)c(C)c3OC4

=C(C)C(=O)C(N)=C(C(=O)NC5C(C)OC(=O)C

(C(C)C)N(C)C(=O)CN(C)C(=O)C6CCCN6C(=

O)C(NC5=O)C(C)C)C4=Nc23)C(C)OC(=O)C(

C(C)C)N(C)C(=O)CN(C)C(=O)C2CCCN2C1=

O 

  

Name: Y3601; YOYO®-1 iodide (491/509) 

Method: Fluorescence Microscopy 

References: 608 

Structure: 

C[n+]1c(oc2ccccc12)\C=C1\C=CN(CCC[N+](

C)(C)CCC[N+](C)(C)CCCN2C=C/C(=C\c3oc4

ccccc4[n+]3C)c3ccccc23)c2ccccc12 

  

Name: E3599; Ethidium homodimer-2; EthD-2 

Method: Fluorescence Microscopy 

References: 680 

Structure: 

C[N+](C)(CCC[n+]1c(-

c2ccccc2)c2cc(N)ccc2c2ccc(N)cc12)CCC[N+](

C)(C)CCC[n+]1c(-

c2ccccc2)c2cc(N)ccc2c2ccc(N)cc12 

  

Name: T3600; TOTO®-1 iodide (514/533) 

Method: Fluorescence Microscopy 

References: 681 

Structure: 

C[n+]1c(sc2ccccc12)\C=C1\C=CN(CCC[N+](

C)(C)CCC[N+](C)(C)CCCN2C=C/C(=C\c3sc4

ccccc4[n+]3C)c3ccccc23)c2ccccc12 

  

Name: Y3606; YOYO®-3 iodide (612/631) 

Method: Uptake/Binding 

References: 622 

Structure: 

C[n+]1c(\C=C/C=C2/C=CN(CCC[N+](C)(C)C

CC[N+](C)(C)CCCN3C=C/C(=C/C=C\c4oc5cc

ccc5[n+]4C)c4ccccc34)c3ccccc23)oc2ccccc12 

  

Name: T3604; TOTO®-3 iodide (642/660) 

Method: Fluorescence Microscopy 

References: 71 

Structure: 

C[n+]1c(\C=C/C=C2/C=CN(CCC[N+](C)(C)C

CC[N+](C)(C)CCCN3C=C/C(=C\C=C/c4sc5cc

ccc5[n+]4C)c4ccccc34)c3ccccc23)sc2ccccc12 

  

Name: Adriamycin; Doxorubicin 



Method: Fluorescence Microscopy/Cell Fractionation 

References: 17, 729 

Structure: 

COc1cccc2C(=O)c3c(O)c4CC(O)(CC(OC5CC(

[NH3+])C(O)C(C)O5)c4c(O)c3C(=O)c12)C(=

O)CO 

  

Name: Acriflavine 

Method: Fluorescence Microscopy 

References: 127 

Structure: C[n+]1c2cc(N)ccc2cc2ccc(N)cc12 

  

Name: Hydroethidine 

Method: Fluorescence Microscopy 

References: 57 

Structure: CCC1C(c2ccccc2)c2cc(N)ccc2-c2cncc(N)c12 

  

Name: Tetracycline 

Method: histo 

References: 58 

Structure: 

C[NH+](C)C1C2CC3C(C(=O)C2(O)C(=O)\C(

C1=O)=C(\N)[O-])=C([O-

])c1c(O)cccc1C3(C)O 

  

Name: Chromomycin A3 

Method: Fluorescence Microscopy 

References: 69 

Structure: 

COC1C(O)CC(OC1C)OC1CC(OC(C)C1OC(C)

=O)Oc1cc2cc3CC(C(OC)C(=O)C(O)C(C)O)C(

OC4CC(OC5CC(OC6CC(C)(O)C(OC(C)=O)C

(C)O6)C(O)C(C)O5)C(O)C(C)O4)C(=O)c3c(O

)c2c(O)c1C 

  

Name: SYBR Green I 

Method: Fluorescence Microscopy 

References: 71 

Structure: 
CCCN(CCC[NH+](C)C)C1=C/C(=C/c2sc3cccc

c3[n+]2C)c2ccccc2N1c1ccccc1 

  

Name: 

Cyan 40; 4-((1-methylbenzothiazolyliliden-

2)methyl)-1,2,6-trimethylpyridinium 

perchlorate 

Method: Fluorescence Microscopy 

References: 81 

Structure: CN1C(C)=CC(C=C1C)=Cc1sc2ccccc2[n+]1C 

  

Name: AN-152; Lys(6)-LHRH-doxorubicin 

Method: Fluorescence Microscopy 

References: 104 

Structure: 

COc1cccc2C(=O)c3c(O)c4CC(O)(CC(OC5CC(

NC(=O)CCCC(=O)NCCCCC(NC(=O)C(Cc6cc

c(O)cc6)NC(=O)C(CO)NC(=O)C(Cc6c[nH]c7c

cccc67)NC(=O)C(Cc6ncc[nH]6)NC(=O)C6CC

C(=O)N6)C(=O)NC(CC(C)C)C(=O)NC(CCCN

C(N)=[NH2+])C(=O)N6CCCC6C(=O)NCC(N)

=O)C(O)C(C)O5)c4c(O)c3C(=O)c12)C(=O)CO 

  

Name: E36 

Method: Fluorescence Microscopy 

References: 115 

Structure: C[n+]1c(\C=C\c2c[nH]c3ccccc23)ccc2ccccc12 

  

Name: E144 

Method: Fluorescence Microscopy 

References: 115 

Structure: 
COc1cc(OC)c(\C=C\c2ccc3ccccc3[n+]2C)c(O

C)c1 

  

Name: F22 

Method: Fluorescence Microscopy 

References: 115 

Structure: 
COc1ccc2[n+](C)c(\C=C\c3ccc(cc3)N(C)C)ccc

2c1 

  

Name: 2'-O-Methyl 

Method: Fluorescence Microscopy 

References: 128 

Structure: 

BC1OC(COC)C(OP([O-

])(=O)OCC2OC(B)C(OC)C2OP(C)([O-

])=O)C1OC 

  

Name: 
PBD Derivative 11; 7-Diethylaminocoumarin 

pyrrolobenzodiazepine derivative 11 

Method: Fluorescence Microscopy 

References: 136 

Structure: 
CCN(CC)c1ccc2C=C(C(=O)NCCCOc3cc4N=

CC5CCCN5C(=O)c4cc3OC)C(=O)Oc2c1 

  

Name: DRAQ5 

Method: Fluorescence Microscopy 

References: 147 

Structure: 
C[NH+](C)CCNc1ccc(O)c2C(=O)c3c(NCC[N

H+](C)C)ccc(O)c3C(=O)c12 

  

Name: Morin; 3,5,7,2',4'-pentahydroxyflavanol 

Method: Fluorescence Microscopy 

References: 148 

Structure: 
Oc1cc(O)cc(c1)C1=C([O-

])C(=O)c2c(O)cc(O)cc2O1 

  

Name: Mithramycin 

Method: Fluorescence Microscopy 

References: 149 

Structure: 

COC(C1Cc2cc3cc(OC4CC(OC5CC(O)C(O)C(

C)O5)C(O)C(C)O4)c(C)c(O)c3c(O)c2C(=O)C1

OC1CC(OC2CC(OC3CC(C)(O)C(O)C(C)O3)C

(O)C(C)O2)C(O)C(C)O1)C(=O)C(O)C(C)O 

  

Name: Polyamide 1 

Method: Fluorescence Microscopy 

References: 159 

Structure: 

C[NH+](CCCNC(=O)CCNC(=O)c1cc(NC(=O)

c2cc(NC(=O)c3cc(NC(=O)c4cc(NC(=O)CCCN

C(=O)c5cc(NC(=O)c6cc(NC(=O)c7nc(NC(=O)

c8nccn8C)cn7C)cn6C)cn5C)cn4C)cn3C)cn2C)

c[nH]1)CCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12 

  

Name: Polyamide 3 

Method: Fluorescence Microscopy 

References: 159 



Structure: 

C[NH+](CCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12)C

CCNC(=O)c1cc(NC(=O)c2cc(NC(=O)c3cc(NC

(=O)c4nc(NC(=O)CCCNC(=O)c5cc(NC(=O)c6

cc(NC(=O)c7nc(NC(=O)c8nccn8C)cn7C)cn6C)

cn5C)cn4C)cn3C)cn2C)cn1C 

  

Name: Polyamide 5 

Method: Fluorescence Microscopy 

References: 159 

Structure: 

C[NH+](CCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12)C

CCNC(=O)c1cc(NC(=O)c2cc(NC(=O)c3cc(NC

(=O)c4cc(NC(=O)CCCNC(=O)c5cc(NC(=O)c6

cc(NC(=O)c7nc(NC(=O)c8nccn8C)cn7C)cn6C)

cn5C)cn4C)cn3C)cn2C)cn1C 

  

Name: Polyamide 6 

Method: Fluorescence Microscopy 

References: 159 

Structure: 

C[NH+](CCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12)C

CCNC(=O)c1cc(NC(=O)c2cc(NC(=O)c3cc(NC

(=O)c4cc(NC(=O)CCCNC(=O)c5nc(NC(=O)c6

cc(NC(=O)c7cc(NC(=O)c8nccn8C)cn7C)cn6C)

cn5C)cn4C)cn3C)cn2C)cn1C 

  

Name: Polyamide 11 

Method: Fluorescence Microscopy 

References: 159 

Structure: 

C[NH+](CCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12)C

CCNC(=O)c1cc(NC(=O)c2cc(NC(=O)c3cc(NC

(=O)c4nc(NC(=O)C([NH3+])CCNC(=O)c5cc(

NC(=O)c6cc(NC(=O)c7nc(NC(=O)c8nccn8C)c

n7C)cn6C)cn5C)cn4C)cn3C)cn2C)cn1C 

  

Name: Polyamide 12 

Method: Fluorescence Microscopy 

References: 159 

Structure: 

C[NH+](CCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12)C

CCNC(=O)c1cc(NC(=O)c2cc(NC(=O)c3cc(NC

(=O)c4nc(NC(=O)[C@H](CCNC(=O)c5cc(NC(

=O)c6cc(NC(=O)c7nc(NC(=O)c8nccn8C)cn7C

)cn6C)cn5C)NC(C)=O)cn4C)cn3C)cn2C)cn1C 

  

Name: Polyamide 13 

Method: Fluorescence Microscopy 

References: 159 

Structure: 

C[NH+](CCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12)C

CCNC(=O)c1cc(NC(=O)c2cc(NC(=O)c3nc(NC

(=O)c4cc(NC(=O)[C@H](CCNC(=O)c5cc(NC(

=O)c6cc(NC(=O)c7cc(NC(=O)c8nccn8C)cn7C

)cn6C)cn5C)NC(C)=O)cn4C)cn3C)cn2C)cn1C 

  

Name: Polyamide 14 

Method: Fluorescence Microscopy 

References: 159 

Structure: C[NH+](CCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12)C

CCNC(=O)c1cc(NC(=O)c2cc(NC(=O)c3nc(NC

(=O)c4cc(NC(=O)C(CCNC(=O)c5cc(NC(=O)c

6cc(NC(=O)c7nc(NC(=O)c8nccn8C)cn7C)cn6

C)cn5C)NC(C)=O)cn4C)cn3C)cn2C)cn1C 

  

Name: Polyamide 22 

Method: Fluorescence Microscopy 

References: 159 

Structure: 

C[NH+](CCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12)C

CCNC(=O)c1cc(NC(=O)c2cc(NC(=O)c3cc(NC

(=O)CCCNC(=O)c4cc(NC(=O)c5cc(NC(=O)c6

nccn6C)cn5C)cn4C)cn3C)cn2C)cn1C 

  

Name: Olivomycin 

Method: Fluorescence Microscopy 

References: 164 

Structure: 

COC1C(O)CC(OC1C)OC1CC(OC(C)C1OC(C)

=O)Oc1cc(O)c2c(O)c3C(=O)C(OC4CC(OC5C

C(OC6CC(C)(O)C(OC(=O)C(C)C)C(C)O6)C(

O)C(C)O5)C(O)C(C)O4)C(Cc3cc2c1)C(OC)C(

=O)C(O)C(C)O 

  

Name: Flunitrazepam 

Method: Fluorescence Microscopy 

References: 172 

Structure: 
CN1C(=O)CN=C(c2ccccc2F)c2cc(ccc12)N(=O

)=O 

  

Name: BODIPY-labeled Polyamide 2 

Method: Fluorescence Microscopy 

References: 176 

Structure: 

C[NH+](CCCNC(=O)CCNC(=O)c1cc(NC(=O)

c2cc(NC(=O)c3cc(NC(=O)c4cc(NC(=O)CCCN

C(=O)c5cc(NC(=O)c6cc(NC(=O)c7nc(NC(=O)

c8nccn8C)cn7C)cn6C)cn5C)cn4C)cn3C)cn2C)

cn1C)CCCNC(=S)Nc1ccc(C2c3ccc(O)cc3Oc3c

c(O)ccc23)c(c1)C([O-])=O 

  

Name: Uracil Mustard 

Method: Cell Fractionation 

References: 180 

Structure: ClCCN(CCCl)C1=CNC(=O)NC1=O 

  

Name: M-223; 10(2-diethylaminoethyl)-9-acridone 

Method: Fluorescence Microscopy 

References: 173 

Structure: CC[NH+](CC)CCN1c2ccccc2C(=O)c2ccccc12 

  

Name: 

RB2Z; Dibenzo[h,j]dipyrido[3,2-a2',3'-

c]phenazine)bis(2,2'-bipyridine)ruthenium(II) 

dication 

Method: Fluorescence Microscopy 

References: 82 

Structure: c1ccc(nc1)-c1ccccn1 

  

Name: 

PicoGreen; [2-[N-bis-(3-dimethylaminopropyl)-

amino]-4-[2,3-dihydro-3-methyl-(benzo-1,3-

thiazol-2-yl)-methylidene]-1-phenyl-

http://badd.wikispaces.com/Toluidine+Blue
http://badd.wikispaces.com/BODIPY-labeled+Polyamide+1
http://badd.wikispaces.com/M-129
http://badd.wikispaces.com/CAME+%28Chlorin+e6+triacetoxymethyl+ester%29+%28Lysosomes%29
http://badd.wikispaces.com/CAME+%28Chlorin+e6+triacetoxymethyl+ester%29+%28Lysosomes%29


quinolinium]+ 

Method: Fluorescence Microscopy 

References: 542 

Structure: 
C[NH+](C)CCCN(CCC[NH+](C)C)C1=C/C(=

C/c2sc3ccccc3[n+]2C)c2ccccc2N1c1ccccc1 

  

Name: Mitoxantrone 

Method: Fluorescence Microscopy 

References: 235 

Structure: 
OCC[NH2+]CCNc1ccc(NCC[NH2+]CCO)c2C

(=O)c3c(O)ccc(O)c3C(=O)c12 

  

Name: Pirarubicin 

Method: Fluorescence Microscopy 

References: 236 

Structure: 

COc1cccc2C(=O)c3c(O)c4CC(O)(CC(OC5CC(

[NH3+])C(OC6CCCCO6)C(C)O5)c4c(O)c3C(

=O)c12)C(=O)CO 

  

Name: Cascade Blue Derivative 2 

Method: Fluorescence Microscopy 

References: 272 

Structure: 

[O-

]C(=O)COc1cc(c2CC=C3C(C=C(c4ccc1c2c34)

S([O-])=O)S([O-])=O)S([O-])=O 

  

Name: Cascade Blue Derivative 3 

Method: Fluorescence Microscopy 

References: 272 

Structure: 
[NH3+]CCNC(=O)COc1cc(c2CC=C3C(C=C(c

4ccc1c2c34)S([O-])=O)S([O-])=O)S([O-])=O 

  

Name: Cascade Blue Derivative 4 

Method: Fluorescence Microscopy 

References: 272 

Structure: 

[NH3+]CCCCCCNC(=O)COc1cc(c2CC=C3C(

C=C(c4ccc1c2c34)S([O-])=O)S([O-])=O)S([O-

])=O 

  

Name: Cascade Blue Derivative 10 

Method: Fluorescence Microscopy 

References: 272 

Structure: 
OCCNC(=O)COc1cc(c2CC=C3C(C=C(c4ccc1

c2c34)S([O-])=O)S([O-])=O)S([O-])=O 

  

Name: Cascade Blue Derivative 11 

Method: Fluorescence Microscopy 

References: 272 

Structure: 
NNC(=O)COc1cc(c2CC=C3C(C=C(c4ccc1c2c

34)S([O-])=O)S([O-])=O)S([O-])=O 

  

Name: Cascade Blue Derivative 14 

Method: Fluorescence Microscopy 

References: 272 

Structure: 

CC(C)(C)OC(=O)N1CCCC1C(=O)NCCNC(=

O)COc1cc(c2CC=C3C(C=C(c4ccc1c2c34)S([O

-])=O)S([O-])=O)S([O-])=O 

  

Name: Cascade Blue Derivative 15 

Method: Fluorescence Microscopy 

References: 272 

Structure: 

CC(C)(C)OC(=O)N1CCCC1C(=O)NCCCCCC

NC(=O)COc1cc(c2CC=C3C(C=C(c4ccc1c2c34

)S([O-])=O)S([O-])=O)S([O-])=O 

  

Name: Cascade Blue Derivative 16 

Method: Fluorescence Microscopy 

References: 272 

Structure: 

[O-

]S(=O)C1C=C(c2ccc3c(OCC(=O)NCCCCCCC

#N)cc(c4CC=C1c2c34)S([O-])=O)S([O-])=O 

  

Name: Cascade Blue Derivative 19 

Method: Fluorescence Microscopy 

References: 272 

Structure: 

[O-

]S(=O)C1C=C(c2ccc3c(OCC(=O)NCCCCCCN

C(=O)C=C)cc(c4CC=C1c2c34)S([O-

])=O)S([O-])=O 

  

Name: Cascade Blue Derivative 20 

Method: Fluorescence Microscopy 

References: 272 

Structure: 

[O-

]S(=O)C1C=C(c2ccc3c(OCC(=O)NCCCCCCN

C(=O)c4ccc(cc4)N=[N+]=[N-

])cc(c4CC=C1c2c34)S([O-])=O)S([O-])=O 

  

Name: BUdR; Broxuridine; 5-Bromo-2'-deoxyuridine 

Method: Distr.others 

References: 260 

Structure: OCC1OC(CC1O)N1C=C(Br)C(=O)NC1=O 

  

Name: F3TdR; Trifluridine; 5-trifluorothymidine  

Method: Distr.others 

References: 260 

Structure: 
OCC1OC(CC1O)N1C=C(C(=O)NC1=O)C(F)(

F)F 

  

Name: Daunorubicin Analogue 1 

Method: Fluorescence Microscopy 

References: 261 

Structure: 

COc1cccc2C(=O)c3c(O)c4CC(O)(CC(OC5CC(

[NH2+]CC(C)=O)C(O)C(C)O5)c4c(O)c3C(=O

)c12)C(C)=O 

  

Name: Lycopene 

Method: Cell Fractionation 

References: 278 

Structure: 

CC(C)=CCC\C(C)=C\C=C\C(C)=C\C=C\C(C)

=C\C=C\C=C(C)\C=C\C=C(C)\C=C\C=C(/C)C

CC=C(C)C 

  

Name: BBR 3422 

Method: Cell Fractionation 

References: 312 

Structure: 
C[NH2+]CCNc1ccc2n(CC[NH3+])nc3-

c4cnccc4C(=O)c1c23 

  

Name: Cisplatin 

http://badd.wikispaces.com/CAME+%28Chlorin+e6+triacetoxymethyl+ester%29+%28Lysosomes%29
http://badd.wikispaces.com/CAME+%28Chlorin+e6+triacetoxymethyl+ester%29+%28Lysosomes%29
http://badd.wikispaces.com/Deuteroporphyrin
http://badd.wikispaces.com/Distamycin+Analogue+10


Method: Cell Fractionation 

References: 316 

Structure: Cl[Pt++]Cl 

  

Name: DB75; Furamidine 

Method: Fluorescence Microscopy 

References: 327 

Structure: 
N[C+](N)c1ccc(cc1)-c1ccc(o1)-

c1ccc(cc1)[C+](N)N 

  

Name: DB181 

Method: Fluorescence Microscopy 

References: 327 

Structure: 
CC(C)N[C+](N)c1ccc(cc1)-c1ccc(o1)-

c1ccc(cc1)[C+](N)NC(C)C 

  

Name: DB226 

Method: Fluorescence Microscopy 

References: 327 

Structure: 
CCC(CC)N[C+](N)c1ccc(cc1)-c1ccc(o1)-

c1ccc(cc1)[C+](N)NC(CC)CC 

  

Name: DB244 

Method: Fluorescence Microscopy 

References: 327 

Structure: 
N[C+](NC1CCCC1)c1ccc(cc1)-c1ccc(o1)-

c1ccc(cc1)[C+](N)NC1CCCC1 

  

Name: DB249 

Method: Fluorescence Microscopy 

References: 327 

Structure: 
N[C+](NC1CCCCC1)c1ccc(cc1)-c1ccc(o1)-

c1ccc(cc1)[C+](N)NC1CCCCC1 

  

Name: DB417 

Method: Fluorescence Microscopy 

References: 327 

Structure: 
CN[C+](N)c1ccc(cc1)-c1ccc(o1)-

c1ccc(cc1)[C+](N)NC 

  

Name: DB569 

Method: Fluorescence Microscopy 

References: 327 

Structure: 
NC(=[NH+]c1ccccc1)c1ccc(cc1)-c1ccc(o1)-

c1ccc(cc1)C(N)=[NH+]c1ccccc1 

  

Name: DB673 

Method: Fluorescence Microscopy 

References: 327 

Structure: 
NC(N)=[NH+]c1ccc(cc1)-c1ccc(o1)-

c1ccc(cc1)[NH+]=C(N)N 

  

Name: NT2 

Method: Fluorescence Microscopy 

References: 332 

Structure: 

CCCOC(=O)C1=Cc2c3nc(cc4[nH]c(cc5nc(cc6[

nH]c2c(CC)c6CC)c(CC)c5CC)c(CC)c4CC)C(C

C)C13CC 

  

Name: 4-dimethylaminoazobenzene 

Method: Cell Fractionation 

References: 534 

Structure: CN(C)c1ccc(cc1)\N=N\c1ccccc1 

  

Name: Zinc Benzochlorin 

Method: Fluorescence Microscopy 

References: 357 

Structure: 

CCC1=C(CC)C2N3[Zn]N4C(=C\C5=N\C(=C/

C13)\C(CC)=C5CC)/C(CC)=C(CC)\C4=C1/C=

CC=C3C/1=N\C(=C2\C=[N+](\C)C)C3(CC)CC 

  

Name: Porphyrin-Ruthenium 

Method: Fluorescence Microscopy 

References: 372 

Structure: 

COc1cc(ccc1O)-c1c2ccc(n2)c(-

c2cc[n+](cc2)[Ru-5]234(Cl)[n+]5ccccc5-

c5cccc[n+]25)c2ccc([nH]2)c(-

c2ccc(O)c(OC)c2)c2ccc(n2)c(-

c2ccc(O)c(OC)c2)c2ccc1[nH]2.c1cc[n+]3c(c1)-

c1cccc[n+]41 

  

Name: ZnPcBr8 

Method: Fluorescence Microscopy 

References: 376 

Structure: 

BrCc1cc2c3nc4[n+]5c(nc6n7c(nc8[n+]9c(nc(n3

[Zn--

]579)c2cc1CBr)c1cc(CBr)c(CBr)cc81)c1cc(CB

r)c(CBr)cc61)c1cc(CBr)c(CBr)cc41 

  

Name: ß-Carboline Derivative A 

Method: Fluorescence Microscopy 

References: 424 

Structure: 
CCn1c2ccccc2c2cc(nc(C)c12)C(=O)NCC[NH3

+] 

  

Name: ß-Carboline Derivative B 

Method: Fluorescence Microscopy 

References: 424 

Structure: 
CCCCn1c2ccccc2c2cc(nc(C)c12)C(=O)NCC[N

H3+] 

  

Name: ß-Carboline Derivative C 

Method: Fluorescence Microscopy 

References: 424 

Structure: 
Cc1nc(cc2c3ccccc3n(Cc3ccccc3)c12)C(=O)NC

C[NH3+] 

  

Name: ß-Carboline Derivative D 

Method: Fluorescence Microscopy 

References: 424 

Structure: 
CCn1c2ccccc2c2cc(nc(C)c12)C(=O)NCCCCC

CNC(=O)c1cc2c3ccccc3n(CC)c2c(C)n1 

  

Name: ß-Carboline Derivative E 

Method: Fluorescence Microscopy 

References: 424 

Structure: 
Cc1nc(cc2c3ccccc3n(Cc3ccccc3)c12)C(=O)NC

CNC(=O)c1cc2c3ccccc3n(Cc3ccccc3)c2c(C)n1 

  

Name: Sanguinarine 

http://badd.wikispaces.com/RP+21080
https://badd.wikispaces.com/C16-TTP


Method: Fluorescence Microscopy 

References: 437 

Structure: 
C[n+]1cc2c(OO)c(OO)ccc2c2ccc3cc(OCO)c(O

CO)cc3c12 

  

Name: Chelerythrine 

Method: Fluorescence Microscopy 

References: 437 

Structure: 
COc1ccc2c(c[n+](C)c3c4cc(OCO)c(OCO)cc4c

cc23)c1OC 

  

Name: Sanguirubine 

Method: Fluorescence Microscopy 

References: 437 

Structure: 
COc1cc2ccc3c4c(OC)cc(OO)c(OO)c4c[n+](C)

c3c2cc1OC 

  

Name: Chelirubine 

Method: Fluorescence Microscopy 

References: 437 

Structure: 
COc1cc(OO)c(OO)c2c[n+](C)c3c4cc(OCO)c(O

CO)cc4ccc3c12 

  

Name: Macarpine 

Method: Fluorescence Microscopy 

References: 437 

Structure: 
COc1cc2c3c(OC)cc(OO)c(OO)c3c[n+](C)c2c2

cc(OCO)c(OCO)cc12 

  

Name: DB293 

Method: Fluorescence Microscopy 

References: 472 

Structure: 
NC(=[NH2+])c1ccc(cc1)-c1ccc(o1)-

c1nc2ccc(cc2[nH]1)C(N)=[NH2+] 

  

Name: DB60 

Method: Fluorescence Microscopy 

References: 472 

Structure: 
C1C[NH+]=C(N1)c1ccc(cc1)-c1ccc(o1)-

c1ccc(cc1)C1=[NH+]CCN1 

  

Name: DB302 

Method: Fluorescence Microscopy 

References: 472 

Structure: 
C1C[NH+]=C(N1)c1ccc(cc1)-c1ccc(o1)-

c1nc2ccc(cc2[nH]1)C1=[NH+]CCN1 

  

Name: DB501 

Method: Fluorescence Microscopy 

References: 472 

Structure: 
Nc1ccc(cc1)-c1ccc(o1)-

c1nc2ccc(cc2[nH]1)C(N)=[NH2+] 

  

Name: DB182 

Method: Fluorescence Microscopy 

References: 472 

Structure: 

C[NH+](C)CCCNC(=[NH2+])c1ccc(cc1)-

c1ccc(o1)-

c1ccc(cc1)C(=[NH2+])NCCC[NH+](C)C 

  

Name: DB340 

Method: Fluorescence Microscopy 

References: 472 

Structure: 

C[NH+](C)CCCNC(=[NH2+])c1ccc(cc1)-

c1ccc(o1)-

c1nc2ccc(cc2[nH]1)C(=[NH2+])NCCC[NH+](

C)C 

  

Name: Hoechst 33377 (H1) 

Method: Fluorescence Microscopy 

References: 475 

Structure: 
CN1CC[NH+](CC1)C1CCC2[NH+]=C(NC2C1

)c1ccc2NC(Nc2c1)c1ccc(Oc2ccccc2)cc1 

  

Name: Hoechst 33342 (H20) 

Method: Fluorescence Microscopy 

References: 475 

Structure: 
CCOc1ccc(cc1)C1Nc2ccc(cc2N1)C1=[NH+]C

2CCC(CC2N1)[NH+]1CCN(C)CC1 

  

Name: pEB 

Method: Cell Fractionation 

References: 477 

Structure: 
CCCC1C(O)C(C)CCCC2(C)OC2CC(OC(=O)C

C(O)C(C)(C)C1=O)C(\C)=C\c1csc(C)n1 

  

Name: pED 

Method: Cell Fractionation 

References: 477 

Structure: 
CCCC1C(O)C(C)CCC\C(C)=C/CC(OC(=O)CC

(O)C(C)(C)C1=O)C(\C)=C\c1csc(C)n1 

  

Name: BNIPSpd 

Method: Fluorescence Microscopy 

References: 479 

Structure: 

O=C1N(CCC[NH2+]CCCC[NH2+]CCC[NH2+

]CCCN2C(=O)c3cccc4cccc(C2=O)c34)C(=O)c

2cccc3cccc1c23 

  

Name: BNIPSpm 

Method: Fluorescence Microscopy 

References: 479 

Structure: 

O=C1N(CCC[NH2+]CCC[NH2+]CCCC[NH2+

]CCC[NH2+]CCCN2C(=O)c3cccc4cccc(C2=O

)c34)C(=O)c2cccc3cccc1c23 

  

Name: BNIPOSpm 

Method: Fluorescence Microscopy 

References: 479 

Structure: 

O=C1N(OCCC[NH2+]CCC[NH2+]CCCC[NH

2+]CCC[NH2+]CCCON2C(=O)c3cccc4cccc(C

2=O)c34)C(=O)c2cccc3cccc1c23 

  

Name: 
Pyrrolobenzodiazepine- Poly(N-methylpyrrole) 

Conjugate 50a 

Method: Fluorescence Microscopy 

References: 481 

Structure: 
COC(=O)c1cc(NC(=O)CCCOc2cc3N=CC4CC

CN4C(=O)c3cc2OC)cn1C 

  

https://badd.wikispaces.com/CO-7
https://badd.wikispaces.com/4-Hydroxymethyl-3-+aminoacridine+Derivative+13
https://badd.wikispaces.com/Polyamide-Bodipy+FL+Conjugate+3
https://badd.wikispaces.com/Polyamide-Bodipy+FL+Conjugate+3


Name: 
Pyrrolobenzodiazepine- Poly(N-methylpyrrole) 

Conjugate 50b 

Method: Fluorescence Microscopy 

References: 481 

Structure: 
COC(=O)c1cc(NC(=O)c2cc(NC(=O)CCCOc3c

c4N=CC5CCCN5C(=O)c4cc3OC)cn2C)cn1C 

  

Name: 
Pyrrolobenzodiazepine- Poly(N-methylpyrrole) 

Conjugate 50c 

Method: Fluorescence Microscopy 

References: 481 

Structure: 

COC(=O)c1cc(NC(=O)c2cc(NC(=O)c3cc(NC(

=O)CCCOc4cc5N=CC6CCCN6C(=O)c5cc4OC

)cn3C)cn2C)cn1C 

  

Name: Polyamide-FITC Conjugate 1 

Method: Fluorescence Microscopy 

References: 486 

Structure: 

C[NH+](CCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12)C

CCNC(=O)c1cc(NC(=O)c2cc(NC(=O)c3nc(NC

(=O)c4cc(NC(=O)C([NH3+])CCNC(=O)c5nc(

NC(=O)c6cc(NC(=O)c7cc(NC(=O)c8sccc8Cl)c

n7C)cn6C)cn5C)cn4C)cn3C)cn2C)cn1C 

  

Name: Polyamide-FITC Conjugate 2 

Method: Fluorescence Microscopy 

References: 486 

Structure: 
C[NH+](CCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12)C

CCNC(=O)c1cc(NC(=O)c2cc(NC(=O)c3cc(NC

(=O)c4nc(NC(=O)C([NH3+])CCNC(=O)c5nc(

NC(=O)c6cc(NC(=O)c7nc(NC(=O)c8nccn8C)c

n7C)cn6C)cn5C)cn4C)cn3C)cn2C)cn1C 

  

Name: TP-2py 

Method: Fluorescence Microscopy 

References: 503 

Structure: 
C[n+]1ccc(\C=C\c2ccc(cc2)N(c2ccccc2)c2ccc(

cc2)\C=C\c2cc[n+](C)cc2)cc1 

  

Name: TP-3py 

Method: Fluorescence Microscopy 

References: 503 

Structure: 

C[n+]1ccc(cc1)\C=C\c1ccc(cc1)N(c1ccc(cc1)\

C=C\c1cc[n+](C)cc1)c1ccc(cc1)\C=C\c1cc[n+]

(C)cc1 

  

Name: Daunorubicin 

Method: Fluorescence Microscopy 

References: 261 

Structure: 

COc1cccc2C(=O)c3c(O)c4CC(O)(CC(OC5CC(

[NH3+])C(O)C(C)O5)c4c(O)c3C(=O)c12)C(C)

=O 

  

Name: Levofloxacin 

Method: Cell Fractionation 

References: 241 

Structure: 
C[C@H]1COC2=C3N1C=C(C([O-

])=O)C(=O)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 

Method: Fluorescence Microscopy 

References: 589, 700, 701 

Structure: c1ccc(cc1)\C=C\C=C\C=C\c1ccccc1 

  

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

3a,4a-diaza-s-indacene; BODIPY® 505/515 

Method: Fluorescence Microscopy 

References: 590 

Structure: 
CC1=CC(C)=[N+]2C1=Cc1c(C)cc(C)n1[B-

]2(F)F 

  

Name: D3923; 4-(dicyanovinyl)julolidine; DCVJ 

Method: Fluorescence Microscopy 

References: 591 

Structure: N#CC(=Cc1cc2CCCN3CCCc(c1)c23)C#N 

  

Name: P36005; Cis-parinaric acid 

Method: Fluorescence Microscopy 

References: 592, 702 

Structure: CC\C=C\C=C\C=C\C=C/CCCCCCCC([O-])=O 

  

Name: 
A47; 1-anilinonaphthalene-8-sulfonic acid1,8-

ANS 

Method: Uptake/Binding 

References: 662 

Structure: [O-]S(=O)(=O)c1cccc2cccc(Nc3ccccc3)c12 

  

Name: 
A50; 2-anilinonaphthalene-6-sulfonic acid; 2,6-

ANS 

Method: Uptake/Binding 

References: 662 

Structure: [O-]S(=O)(=O)c1ccc2cc(Nc3ccccc3)ccc2c1 

  

Name: 

D383; 4,4-difluoro-5,7-dimethyl-4-bora-3a,4a- 

diaza-s-indacene-3-pentanoic acid; BODIPY® 

FL C5 

Method: Fluorescence Microscopy 

References: 668 

Structure: 
Cc1cc(C)n2c1C=C1C=CC(CCCCC([O-

])=O)=[N+]1[B-]2(F)F 

  

Name: 
T53; 2-(p-toluidinyl)naphthalene-6- sulfonic 

acid, sodium salt; 2,6-TNS 

Method: Fluorescence Microscopy 

References: 623 

Structure: Cc1ccc(Nc2ccc3cc(ccc3c2)S([O-])(=O)=O)cc1 

  

Name: 
D250; 6-dodecanoyl-2-

dimethylaminonaphthalene; Laurdan 

Method: Fluorescence Microscopy 

References: 595 

Structure: 
CCCCCCCCCCCC(=O)c1ccc2cc(ccc2c1)N(C)

C 

  

Name: P31; 1-pyrenedecanoic acid 

Method: NA 

References: Invi 

Structure: 

[O-

]C(=O)CCCCCCCCCc1ccc2ccc3cccc4ccc1c2c

34 

  

Name: 
N678; 12-(N-(7-nitrobenz-2-oxa-1,3- diazol-4-

yl)amino)dodecanoic acid 



Method: NA 

References: Invi 

Structure: 

[O-

]C(=O)CCCCCCCCCCCNc1ccc(c2nonc12)N(

=O)=O 

  

Name: P96;1-pyrenedodecanoic acid 

Method: Fluorescence Microscopy 

References: 653 

Structure: 

[O-

]C(=O)CCCCCCCCCCCc1ccc2ccc3cccc4ccc1

c2c34 

  

Name: H22730; 4-heptadecyl-7-hydroxycoumarin 

Method: Fluorescence Microscopy 

References: 626 

Structure: 
CCCCCCCCCCCCCCCCCC1=CC(=O)Oc2cc(

O)ccc12 

  

Name: 

B3824; 5-butyl-4,4-difluoro-4-bora-3a,4a- 

diaza-s-indacene-3-nonanoic acid; BODIPY® 

500/510 C4, C9 

Method: Fluorescence Microscopy 

References: 627, 721 

Structure: 
CCCCc1ccc2C=C3C=CC(CCCCCCCCC([O-

])=O)=[N+]3[B-](F)(F)n12 

  

Name: 

D3823; 4,4-difluoro-5-methyl-4-bora-3a,4a- 

diaza-s-indacene-3-dodecanoic acid; BODIPY® 

500/510 C1, C12 

Method: Fluorescence Microscopy 

References: 628 

Structure: 
Cc1ccc2C=C3C=CC(CCCCCCCCCCCC([O-

])=O)=[N+]3[B-](F)(F)n12 

  

Name: 

D3825; 4,4-difluoro-5-octyl-4-bora-3a,4a-

diaza- s-indacene-3-pentanoic acid; BODIPY® 

500/510 C8, C5 

Method: Fluorescence Microscopy 

References: 627 

Structure: 
CCCCCCCCc1ccc2C=C3C=CC(CCCCC([O-

])=O)=[N+]3[B-](F)(F)n12 

  

Name: 

D3862; 4,4-difluoro-5,7-dimethyl-4-bora-3a,4a- 

diaza-s-indacene-3-undecanoic acid; BODIPY® 

FL C11 

Method: Cell Fractionation 

References: 605 

Structure: 
Cc1cc(C)n2c1C=C1C=CC(CCCCCCCCCCC([

O-])=O)=[N+]1[B-]2(F)F 

  

Name: 

B3932; (E,E)-3,5-bis-(4-phenyl-1, 3-

butadienyl)-4,4-difluoro-4-bora-3a,4a- diaza-s-

indacene; BODIPY® 665/676 

Method: NA 

References: Invi 

Structure: 

F[B-

]1(F)n2c(\C=C\C=C\c3ccccc3)ccc2C=C2C=CC

(/C=C/C=C\c3ccccc3)=[N+]12 

  

Name: 

D3835; 4,4-difluoro-5-(2-thienyl)-4-bora-3a,4a- 

diaza-s-indacene-3-dodecanoic acid; BODIPY® 

558/568 C12 

Method: NA 

References: Invi 

Structure: 

[O-

]C(=O)CCCCCCCCCCCC1=[N+]2C(C=C1)=

Cc1ccc(-c3cccs3)n1[B-]2(F)F 

  

Name: 

D3821; 4,4-difluoro-5,7-dimethyl-4-bora-3a,4a- 

diaza-s-indacene-3-hexadecanoic acid; 

BODIPY® FL C16 

Method: Fluorescence Microscopy 

References: 604 

Structure: 
Cc1cc(C)n2c1C=C1C=CC(CCCCCCCCCCCC

CCCC([O-])=O)=[N+]1[B-]2(F)F 

  

Name: 

N1148; NBD cholesterol; (22-(N-(7-nitrobenz-

2-oxa-1,3- diazol-4-yl)amino)-23,24-bisnor-5- 

cholen-3beta-ol) 

Method: Fluorescence Microscopy 

References: 683 

Structure: 
CC(CNc1ccc(c2nonc12)N(=O)=O)C1CCC2C3

CC=C4CC(O)CCC4(C)C3CCC12C 

  

Name: 

D3861; 4,4-difluoro-5-(4-phenyl-1,3-

butadienyl) -4-bora-3a,4a-diaza-s-indacene-3- 

undecanoic acid; BODIPY® 581/591 C11 

Method: Fluorescence Microscopy 

References: 605 

Structure: 

[O-

]C(=O)CCCCCCCCCCC1=[N+]2C(C=C1)=Cc

1ccc(\C=C\C=C\c3ccccc3)n1[B-]2(F)F 

  

Name: D109; 5-dodecanoylaminofluorescein 

Method: NA 

References: Invi 

Structure: 
CCCCCCCCCCCC(=O)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12 

  

Name: F3857; Fluorescein octadecyl ester 

Method: Uptake/Binding 

References: 623 

Structure: 
CCCCCCCCCCCCCCCCCCOC(=O)c1ccccc1

C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12 

  

Name: H110; 5-hexadecanoylaminofluorescein 

Method: Fluorescence Microscopy 

References: 675 

Structure: 

CCCCCCCCCCCCCCCC(=O)Nc1ccc(c(c1)C([

O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12 

  

Name: 
D291; 4-(4-(didecylamino)styryl)-N- 

methylpyridinium iodide; 4-Di-10-ASP 

Method: Fluorescence Microscopy 

References: 676 

Structure: 
CCCCCCCCCCN(CCCCCCCCCC)c1ccc(cc1)\

C=C\c1cc[n+](C)cc1 

  



Name: O246; Octadecyl rhodamine B chloride; R18 

Method: Uptake/Binding 

References: 678 

Structure: 

CCCCCCCCCCCCCCCCCCOC(=O)c1ccccc1

C1=C2C=CC(C=C2Oc2cc(ccc12)N(CC)CC)=[

N+](CC)CC 

  

Name: 

D3805; 2-(4,4-difluoro-5,7-dimethyl-4-bora-3a, 

4a-diaza-s-indacene-3-pentanoyl)- 1-

hexadecanoyl-sn-glycero-3- phosphate, 

diammonium salt; Beta-BODIPY® FL C5-HPA 

Method: NA 

References: Invi 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])([O-

])=O)OC(=O)CCCCC1=[N+]2C(C=C1)=Cc1c(

C)cc(C)n1[B-]2(F)F 

  

Name: 

D383; 1,1'-didodecyl-3,3,3',3'- 

tetramethylindocarbocyanine perchlorate; 

DiIC12(3) 

Method: Fluorescence Microscopy 

References: 611 

Structure: 

CCCCCCCCCCCCN1c2ccccc2C(C)(C)\C1=C\

C=C\C1=[N+](CCCCCCCCCCCC)c2ccccc2C1

(C)C 

  

Name: 

N3786; 2-(6-(7-nitrobenz-2-oxa-1,3-diazol-4-

yl) amino)hexanoyl-1-hexadecanoyl-sn- 

glycero-3-phosphocholine; NBD C6-HPC 

Method: Fluorescence Microscopy 

References: 724 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCCNc1c

cc(c2nonc12)N(=O)=O 

  

Name: 

D476; 2-(3-(diphenylhexatrienyl)propanoyl)-1- 

hexadecanoyl-sn-glycero-3- phosphocholine; 

Beta-DPH HPC 

Method: Fluorescence Microscopy 

References: 657 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCc1ccc(\C=

C/C=C/C=C\c2ccccc2)cc1 

  

Name: 

C3927MP; Cholesteryl 4,4-difluoro-5,7-

dimethyl-4-bora-3a,4a- diaza-s-indacene-3-

dodecanoate; Cholesteryl BODIPY® FL C12 

Method: Fluorescence Microscopy 

References: 659 

Structure: 

CC(C)CCCC(C)C1CCC2C3CC=C4CC(CCC4(

C)C3CCC12C)OC(=O)CCCCCCCCCCCC1=[

N+]2C(C=C1)=Cc1c(C)cc(C)n1[B-]2(F)F 

  

Name: 

D3883; 4-Di-16-ASP (4-(4-

(dihexadecylamino)styryl)- N-

methylpyridinium iodide; DiA 

Method: Fluorescence Microscopy 

References: 612 

Structure: 
CCCCCCCCCCCCCCCCN(CCCCCCCCCCC

CCCCC)c1ccc(cc1)\C=C\c1cc[n+](C)cc1 

  

Name: 

D3803; 2-(4,4-difluoro-5,7-dimethyl-4-bora-3a, 

4a-diaza-s-indacene-3-pentanoyl)- 1-

hexadecanoyl-sn-glycero-3- phosphocholine; 

Beta-BODIPY® FL C5-HPC 

Method: Fluorescence Microscopy 

References: 660 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCC1=[N

+]2C(C=C1)=Cc1c(C)cc(C)n1[B-]2(F)F 

  

Name: 
D11253,3'-dihexadecyloxacarbocyanine 

perchlorate; DiOC16(3) 

Method: Fluorescence Microscopy 

References: 639 

Structure: 

CCCCCCCCCCCCCCCCN1\C(Oc2ccccc12)=

C/C=C/c1oc2ccccc2[n+]1CCCCCCCCCCCCC

CCC 

  

Name: 

H361; 1-hexadecanoyl-2-(1-pyrenedecanoyl)- 

sn-glycero-3-phosphocholine; Beta-py-C10-

HPC 

Method: Pharmacological Effect 

References: 666 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCCCCC

Cc1cc2ccc3cccc4ccc(c1)c2c34 

  

Name: 

D3771; 2-decanoyl-1-(O-(11-(4,4- difluoro-5,7-

dimethyl-4-bora-3a,4a- diaza-s-indacene-3-

propionyl) amino)undecyl)-sn-glycero-3-

phosphocholine 

Method: NA 

References: Invi 

Structure: 

CCCCCCCCCC(=O)OC(COCCCCCCCCCCC

NC(=O)CCC1=[N+]2C(C=C1)=Cc1c(C)cc(C)n

1[B-]2(F)F)COP([O-])(=O)OCC[N+](C)(C)C 

  

Name: 

N3787; 2-(12-(7-nitrobenz-2-oxa-1,3-diazol-4- 

yl)amino)dodecanoyl-1-hexadecanoyl- sn-

glycero-3-phosphocholine; NBD C12-HPC 

Method: Fluorescence Microscopy 

References: 725 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCCCCC

CCCNc1ccc(c2nonc12)N(=O)=O 

  

Name: 

H3809; 1-hexadecanoyl-2-(1-pyrenedecanoyl)-

sn-glycero-3-phosphoglycerol, ammonium salt; 

Beta-py-C10-PG 

Method: NA 

References: Invi 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC(O)CO)OC(=O)CCCCCCCCCc1cc

2ccc3cccc4ccc(c1)c2c34 

  

Name: 

D7711; N-(4,4-difluoro-5,7-dimethyl-4- bora-

3a,4a-diaza-s-indacene-3- 

dodecanoyl)sphingosyl phosphocholine ; 

BODIPY® FL C12-sphingomyelin 

Method: Fluorescence Microscopy 



References: 611 

Structure: 

CCCCCCCCCCCCC\C=C/C(O)C(COP([O-

])(=O)OCC[N+](C)(C)C)NC(=O)CCCCCCCC

CCCC1=[N+]2C(C=C1)=Cc1c(C)cc(C)n1[B-

]2(F)F 

  

Name: 

D3898; 3,3'-dilinoleyloxacarbocyanine 

perchlorate; FAST DiO™ solid; DiODelta9,12- 

C18(3), ClO4 

Method: NA 

References: Invi 

Structure: 

CCCCC\C=C\C\C=C\CCCCCCCCN1\C(Oc2cc

ccc12)=C/C=C/c1oc2ccccc2[n+]1CCCCCCCC\

C=C\C\C=C\CCCCC 

  

Name: 

D384; 1,1'-dihexadecyl-3,3,3',3'- 

tetramethylindocarbocyanine perchlorate; 

DiIC16(3) 

Method: Fluorescence Microscopy 

References: 615 

Structure: 

CCCCCCCCCCCCCCCCN1c2ccccc2C(C)(C)\

C1=C/C=C/C1=[N+](CCCCCCCCCCCCCCC

C)c2ccccc2C1(C)C 

  

Name: 
D275; 3,3'-dioctadecyloxacarbocyanine 

perchlorate 

Method: Fluorescence Microscopy 

References: 641 

Structure: 

CCCCCCCCCCCCCCCCCCN1\C(Oc2ccccc1

2)=C/C=C/c1oc2ccccc2[n+]1CCCCCCCCCCC

CCCCCCC 

  

Name: 

D3793; 2-(4,4-difluoro-5-methyl-4-bora-3a,4a- 

diaza-s-indacene-3-dodecanoyl)-1- 

hexadecanoyl-sn-glycero-3- phosphocholine; 

Beta-BODIPY® 500/510 C12-HPC 

Method: Fluorescence Microscopy 

References: 642 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCCCCC

CCCC1=[N+]2C(C=C1)=Cc1ccc(C)n1[B-

]2(F)F 

  

Name: 

D3792; 2-(4,4-difluoro-5,7-dimethyl-4-bora-3a, 

4a-diaza-s-indacene-3-dodecanoyl) -1-

hexadecanoyl-sn-glycero-3- phosphocholine; 

Beta-BODIPY® FL C12-HPC 

Method: Fluorescence Microscopy 

References: 611 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCCCCC

CCCC1=[N+]2C(C=C1)=Cc1c(C)cc(C)n1[B-

]2(F)F 

  

Name: 

D7758; 4-(4-(dilinoleylamino)styryl)-N- 

methylpyridinium 4-chlorobenzenesulfonate; 

FAST DiA™ solid; DiDelta9,12- C18ASP, 

CBS 

Method: Fluorescence Microscopy 

References: 616 

Structure: CCCCC\C=C\C\C=C\CCCCCCCCN(CCCCCC

CC\C=C\C\C=C/CCCCC)c1ccc(cc1)\C=C\c1cc

[n+](C)cc1 

  

Name: 

D3815; 2-(4,4-difluoro-5,7-diphenyl-4-bora-3a, 

4a-diaza-s-indacene-3-pentanoyl)- 1-

hexadecanoyl-sn-glycero-3- phosphocholine; 

Beta-BODIPY® 530/550 C5-HPC 

Method: Fluorescence Microscopy 

References: 642 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCC1=[N

+]2C(C=C1)=Cc1c(cc(-c3ccccc3)n1[B-]2(F)F)-

c1ccccc1 

  

Name: 

D3886; 1,1'-dioleyl-3,3,3',3'- 

tetramethylindocarbocyanine methanesulfonate; 

Delta9-DiI 

Method: NA 

References: Invi 

Structure: 

CCCCCCCC\C=C\CCCCCCCCN1c2ccccc2C(

C)(C)\C1=C\C=C/C1=[N+](CCCCCCCC\C=C\

CCCCCCCC)c2ccccc2C1(C)C 

  

Name: 

D3899; 1,1'-dilinoleyl-3,3,3',3'- 

tetramethylindocarbocyanine perchlorate; FAST 

DiI™ oil; DiIDelta9,12- C18(3), ClO4 

Method: Fluorescence Microscopy 

References: 611 

Structure: 

CCCCC\C=C\C\C=C\CCCCCCCCN1c2ccccc2

C(C)(C)\C1=C\C=C/C1=[N+](CCCCCCCC\C=

C\C\C=C\CCCCC)c2ccccc2C1(C)C 

  

Name: 

D282; 1,1'-dioctadecyl-3,3,3',3'- 

tetramethylindocarbocyanine perchlorate; DiI'; 

DiIC18(3) 

Method: Fluorescence Microscopy 

References: 641, 645 

Structure: 

CCCCCCCCCCCCCCCCCCN1c2ccccc2C(C)(

C)\C1=C/C=C/C1=[N+](CCCCCCCCCCCCC

CCCCC)c2ccccc2C1(C)C 

  

Name: 

M12652; Marina Blue®  1,2-dihexadecanoyl-

sn-glycero-3- phosphoethanolamine; Marina 

Blue® DHPE 

Method: NA 

References: Invi 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCCNC(=O)CC1=C(C)c2cc(F)c([O-

])c(F)c2OC1=O)OC(=O)CCCCCCCCCCCCC

CC 

  

Name: 

N360; N-(7-nitrobenz-2-oxa-1,3-diazol- 4-yl)-

1,2-dihexadecanoyl-sn- glycero-3-

phosphoethanolamine, triethylammonium salt; 

NBD-PE 

Method: Fluorescence Microscopy 

References: 8, 617 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCCNc1ccc(c2nonc12)N(=O)=O)OC(=

O)CCCCCCCCCCCCCCC 

  



Name: 

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

tetramethylindodicarbocyanine perchlorate; 

DiD' oil; DiIC18(5) oil 

Method: Fluorescence Microscopy 

References: 685 

Structure: 

CCCCCCCCCCCCCCCCCCN1c2ccccc2C(C)(

C)\C1=C\C=C\C=C\C1=[N+](CCCCCCCCCC

CCCCCCCC)c2ccccc2C1(C)C 

  

Name: 

P22652; Pacific Blue™ 1,2-ditetradecanoyl-sn-

glycero-3- phosphoethanolamine, 

triethylammonium salt; Pacific Blue™ DMPE 

Method: NA 

References: Invi 

Structure: 

CCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCCNC(=O)C1=Cc2cc(F)c([O-

])c(F)c2OC1=O)OC(=O)CCCCCCCCCCCCC 

  

Name: 

D7776; 1,1'-dioctadecyl-3,3,3',3'- 

tetramethylindocarbocyanine-5,5'- disulfonic 

acid; DiIC18(3)-DS 

Method: NA 

References: Invi 

Structure: 

CCCCCCCCCCCCCCCCCCN1c2ccc(cc2C(C)

(C)\C1=C/C=C/C1=[N+](CCCCCCCCCCCCC

CCCCC)c2ccc(cc2C1(C)C)S([O-

])(=O)=O)S([O-])(=O)=O 

  

Name: 
D6562; 1,2-dioleoyl-3-(1-pyrenedodecanoyl)- 

rac-glycerol 

Method: NA 

References: Invi 

Structure: 

CCCCCCCC\C=C\CCCCCCCC(=O)OCC(CO

C(=O)CCCCCCCCCCCc1ccc2ccc3cccc4ccc1c

2c34)OC(=O)CCCCCCC\C=C/CCCCCCCC 

  

Name: 

D12731; 1,1'-dioctadecyl-3,3,3',3'- 

tetramethylindotricarbocyanine iodid; DiR; 

DiIC18(7) 

Method: Fluorescence Microscopy 

References: 664 

Structure: 

CCCCCCCCCCCCCCCCCCN1c2ccccc2C(C)(

C)\C1=C\C=C/C=C/C=C\C1=[N+](CCCCCCC

CCCCCCCCCCC)c2ccccc2C1(C)C 

  

Name: 

B1550; N-(biotinoyl)-1,2-dihexadecanoyl-sn-

glycero-3-phosphoethanolamine, 

triethylammonium salt; Biotin DHPE 

Method: NA 

References: Invi 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCCNC(=O)CCCCC1SCC2NC(=O)NC

12)OC(=O)CCCCCCCCCCCCCCC 

  

Name: 

D57; N-(5-dimethylaminonaphthalene-1- 

sulfonyl)-1,2-dihexadecanoyl-sn- glycero-3-

phosphoethanolamine, triethylammonium salt; 

Dansyl DHPE 

Method: NA 

References: Invi 

Structure: CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCCNS(=O)(=O)c1cccc2c(cccc12)N(C)

C)OC(=O)CCCCCCCCCCCCCCC 

  

Name: 

B7701; 1,2-bis-(4,4-difluoro-5,7-dimethyl-4- 

bora-3a,4a-diaza-s-indacene-3- undecanoyl)-sn-

glycero-3- phosphocholine; Bis-BODIPY® FL 

C11-PC 

Method: Fluorescence Microscopy 

References: 648 

Structure: 

Cc1cc(C)n2c1C=C1C=CC(CCCCCCCCCCC(=

O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCCCCC

CCC3=[N+]4C(C=C3)=Cc3c(C)cc(C)n3[B-

]4(F)F)=[N+]1[B-]2(F)F 

  

Name: C7000; CellTracker™ CM-DiI 

Method: Fluorescence Microscopy 

References: 618 

Structure: 

CCCCCCCCCCCCCCCCCCN1c2ccccc2C(C)(

C)\C1=C\C=C\C1=[N+](CCCCCCCCCCCCC

CCCCC)c2ccc(CNC(=O)c3ccc(CCl)cc3)cc2C1

(C)C 

  

Name: 

O12650; Oregon Green® 488 1,2-

dihexadecanoyl-sn-glycero-3- 

phosphoethanolamine; Oregon Green® 488 

DHPE 

Method: NA 

References: Invi 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCCNC(=O)c1ccc(c(c1)C([O-

])=O)C1=C2C=C(F)C(=O)C=C2Oc2cc(O)c(F)c

c12)OC(=O)CCCCCCCCCCCCCCC 

  

Name: 
D7778; 3,3'-dioctadecyl-5,5'-di(4-sulfophenyl) 

oxacarbocyanine, sodium salt; SP-DiOC18(3) 

Method: Fluorescence Microscopy 

References: 727 

Structure: 

CCCCCCCCCCCCCCCCCCN1\C(Oc2ccc(cc1

2)-c1ccc(cc1)S([O-

])(=O)=O)=C/C=C/c1oc2ccc(cc2[n+]1CCCCC

CCCCCCCCCCCCC)-c1ccc(cc1)S([O-

])(=O)=O 

  

Name: 

B1616; N-((6-(biotinoyl)amino)hexanoyl)-1,2-

dihexadecanoyl-sn-glycero-3-

phosphoethanolamine, triethylammonium salt; 

Biotin-X DHPE 

Method: NA 

References: Invi 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCCNC(=O)CCCCCNC(=O)CCCCC1S

CC2NC(=O)NC12)OC(=O)CCCCCCCCCCCC

CCC 

  

Name: 

D7777; 1,1'-dioctadecyl-6,6'-di(4-sulfophenyl)- 

3,3,3',3'-tetramethylindocarbocyanine; SP-

DiIC18(3) 

Method: Fluorescence Microscopy 

References: 649 

Structure: CCCCCCCCCCCCCCCCCCN1c2cc(ccc2C(C)



(C)\C1=C\C=C\C1=[N+](CCCCCCCCCCCCC

CCCCC)c2cc(ccc2C1(C)C)-c1ccc(cc1)S([O-

])(=O)=O)-c1ccc(cc1)S([O-])(=O)=O 

  

Name: 

F362; N-(fluorescein-5-thiocarbamoyl)- 1,2-

dihexadecanoyl-sn-glycero-3- 

phosphoethanolamine, triethylammonium salt; 

Fluorescein DHPE 

Method: NA 

References: Invi 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCCNC(=S)Nc1ccc(c(c1)C([O-

])=O)C1=C2C=CC(=O)C=C2Oc2cc(O)ccc12)

OC(=O)CCCCCCCCCCCCCCC 

  

Name: 

T1391; N-(6- 

tetramethylrhodaminethiocarbamoyl)-1,2- 

dihexadecanoyl-sn-glycero-3- 

phosphoethanolamine, triethylammonium salt; 

TRITC DHPE 

Method: Fluorescence Microscopy 

References: 679 

Structure: 

CCCCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCCNC(=S)Nc1ccc(C([O-

])=O)c(c1)C1=C2C=C/C(/C=C2Oc2cc(ccc12)N

(C)C)=[N+](\C)C)OC(=O)CCCCCCCCCCCC

CCC 

  

Name: Hostalux SN 

Method: Fluorescence Microscopy 

References: 55 

Structure: 
CC(C)COCCS(=O)(=O)c1ccc(cc1)N1CCC(=N

1)c1ccc(Cl)cc1 

  

Name: Uvitex EBF 

Method: Fluorescence Microscopy 

References: 55 

Structure: c1ccc2oc(nc2c1)-c1csc(c1)-c1nc2ccccc2o1 

  

Name: Blancophor DCR 

Method: Fluorescence Microscopy 

References: 55 

Structure: 
CS(=O)(=O)c1ccc(cc1)N1CCC(=N1)c1ccc(Cl)

cc1 

  

Name: MPPT 

Method: Fluorescence Microscopy 

References: 55 

Structure: 
Cn1c(nc2ccccc12)-

c1ccc(s1)C1=NN(CC1)c1ccccc1 

  

Name: 3-Cyanoperylene 

Method: Fluorescence Microscopy 

References: 55 

Structure: N#Cc1ccc2c3cccc4cccc(c5cccc1c25)c34 

  

Name: ZnPcS3C6 

Method: Fluorescence Microscopy 

References: 88 

Structure: CCCCC#Cc1ccc2c3nc4nc(nc5n6[Zn]n3c(nc3nc

(nc6c6ccc(cc56)S([O-

])(=O)=O)c5cc(ccc35)S([O-

])(=O)=O)c2c1)c1ccc(cc41)S([O-])(=O)=O 

  

Name: ZnPcS3C9 

Method: Fluorescence Microscopy 

References: 88 

Structure: 

CCCCCCCC#Cc1ccc2c3nc4nc(nc5n6[Zn]n3c(

nc3nc(nc6c6ccc(cc56)S([O-

])(=O)=O)c5cc(ccc35)S([O-

])(=O)=O)c2c1)c1ccc(cc41)S([O-])(=O)=O 

  

Name: Rhodac 

Method: Fluorescence Microscopy 

References: 102 

Structure: 

CCOC(=C\C=C1\SC(\C=C2\SC(c3ccccc3)=C(

N2CC)c2ccccc2)=[N+](CC)C1=O)\C=C1\Sc2c

cc(C)cc2N1CC 

  

Name: 3-THPP; tetra(3-hydroxyphenyl)porphine 

Method: Fluorescence Microscopy 

References: 111 

Structure: 

Oc1cccc(c1)-c1c2ccc(n2)c(-

c2cccc(O)c2)c2ccc([nH]2)c(-

c2cccc(O)c2)c2ccc(n2)c(-

c2cccc(O)c2)c2ccc1[nH]2 

  

Name: Cytochalasin D 

Method: Cell Fractionation 

References: 143 

Structure: 
CC1C\C=C\C2C(O)C(=C)C(C)C3C(Cc4ccccc4

)NC(=O)C23C(OC(C)=O)\C=C\C(C)(O)C1=O 

  

Name: 
HBDP-R1; 2,-(N,N-dimethylamino)-

propylamine-HB 

Method: Fluorescence Microscopy 

References: 186 

Structure: 

COC1=CC(=O)c2c(NCCC[NH+](C)C)c(OC)c3

CC(C)=C(C(C)=O)c4c(OC)c(NCCC[NH+](C)

C)c5C(=O)C=C(OC)c6c1c2c3c4c56 

  

Name: CIBC Derivative 2 

Method: Fluorescence Microscopy 

References: 227 

Structure: 

CCC1C(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(OC)C(=O)c5c(C)c(cc1n2

)[nH]c45)c(C)c3C(C)O 

  

Name: 
CICD Derivative 5; 13,15-N-cycloimide 

Derivatives of Chlorin p10 

Method: Fluorescence Microscopy 

References: 86 

Structure: 

CCc1c(C)c2cc3[nH]c(cc4nc(C(CCC(=O)OC)C

4C)c4C(=O)N(OC)C(=O)c5c(C)c(cc1n2)[nH]c

45)c(C)c3C=C 

  

Name: di-4-ANEPPDHQ 

Method: Fluorescence Microscopy 

References: 291 

Structure: CCCCN(CCCC)c1ccc2cc(CCc3cc[n+](CC(O)C

http://badd.wikispaces.com/BBDX
http://badd.wikispaces.com/HBBA-R2+%28Butylaminated+HB%29
http://badd.wikispaces.com/HBBA-R2+%28Butylaminated+HB%29


[N+](C)(C)CCO)cc3)ccc2c1 

  

Name: Evans Blue 

Method: Fluorescence Microscopy 

References: 294 

Structure: 

Cc1cc(ccc1N\N=C1/C=Cc2c(cc(c(N)c2C1=O)S

([O-])(=O)=O)S([O-])(=O)=O)-

c1ccc(N\N=C2/C=Cc3c(cc(c(N)c3C2=O)S([O-

])(=O)=O)S([O-])(=O)=O)c(C)c1 

  

Name: SnNT2H2 (Cl2) 

Method: Fluorescence Microscopy 

References: 332 

Structure: 

CCCOC(=O)C1Cc2c3[n+]4c(cc5c(CC)c(CC)c6

cc7c(CC)c(CC)c8cc9c(CC)c(CC)c2n9[Sn]4(n5

6)[n+]78)C(CC)C13CC 

  

Name: EBCS 

Method: Fluorescence Microscopy 

References: 332 

Structure: 
CCc1c(C)c2cc3[nH]c(c(C)c3CC)c3cccc4c3nc(c

c3[nH]c(cc1n2)c(C)c3CC)C4(C)CC 

  

Name: SnEBCS 

Method: Fluorescence Microscopy 

References: 332 

Structure: 

CCc1c(C)c2cc3c(CC)c(C)c4cc5c(CC)c(C)c6n5

[Sn]5(n2c1cc1[n+]5c2c(cc(cc62)S([O-

])(=O)=O)C1(C)CC)[n+]34 

  

Name: JPW-3028; Di-1-ANEPEQ 

Method: Fluorescence Microscopy 

References: 383 

Structure: 
CN(C)c1ccc2cc(ccc2c1)\C=C\c1cc[n+](CC[N+

](C)(C)C)cc1 

  

Name: JPW-3080; Di-1-APEFEQPQ 

Method: Fluorescence Microscopy 

References: 383 

Structure: 
CN(C)c1ccc(\C=C\c2ccc(\C=C\c3cc[n+](CCC[

N+](C)(C)C)c4ccccc34)o2)cc1 

  

Name: JPW-600; Di-4-ANBDQPQ 

Method: Fluorescence Microscopy 

References: 383 

Structure: 
CCCCN(CCCC)c1ccc2cc(\C=C\C=C\c3cc[n+](

CCC[N+](C)(C)C)c4ccccc34)ccc2c1 

  

Name: JPW-4090; Di-2-ANBDQPQ 

Method: Fluorescence Microscopy 

References: 383 

Structure: 
CCN(CC)c1ccc2cc(\C=C\C=C\c3cc[n+](CCC[

N+](C)(C)C)c4ccccc34)ccc2c1 

  

Name: PY-1261; Di-2-BTEPPTEA 

Method: Fluorescence Microscopy 

References: 383 

Structure: 

CCN(CC)c1ccc(s1)-

c1ccc(\C=C\c2cc[n+](CCC[N+](CC)(CC)CC)c

c2)s1 

  

Name: PY-1268; Di-2-TTEPPTEA 

Method: Fluorescence Microscopy 

References: 383 

Structure: 

CCN(CC)c1ccc(s1)-c1ccc(s1)-

c1ccc(\C=C\c2cc[n+](CCC[N+](CC)(CC)CC)c

c2)s1 

  

Name: PY-1286; Di-3-BTEPPTEA 

Method: Fluorescence Microscopy 

References: 383 

Structure: 

CCCN(CCC)c1ccc(s1)-

c1ccc(\C=C\c2cc[n+](CCC[N+](CC)(CC)CC)c

c2)s1 

  

Name: PY-1266; Di-4-BTEPPTEA 

Method: Fluorescence Microscopy 

References: 383 

Structure: 

CCCCN(CCCC)c1ccc(s1)-

c1ccc(\C=C\c2cc[n+](CCC[N+](CC)(CC)CC)c

c2)s1 

  

Name: JPW-3067 

Method: Fluorescence Microscopy 

References: 384 

Structure: 
CN(C)c1ccc(\C=C\c2ccc(\C=C\C3=[N+](CCC[

N+](C)(C)C)c4ccccc4C3(C)C)s2)cc1 

  

Name: JPW-5034 

Method: Fluorescence Microscopy 

References: 384 

Structure: 
CCCCN(CCCC)c1ccc(\C=C\c2ccc(\C=C\C3=[

N+](CCC[N+](C)(C)C)c4ccccc4C3(C)C)s2)cc1 

  

Name: JPW-5020 

Method: Fluorescence Microscopy 

References: 384 

Structure: 

CCCCCCCCN(CCCCCCCC)c1ccc(\C=C\c2cc

c(\C=C\C3=[N+](CCC[N+](C)(C)C)c4ccccc4C

3(C)C)s2)cc1 

  

Name: di-4-ANEPPS 

Method: Fluorescence Microscopy 

References: 384 

Structure: 
CCCCN(CCCC)c1ccc2cc(ccc2c1)\C=C\c1cc[n

+](CCCS([O-])(=O)=O)cc1 

  

Name: JPW-3012 

Method: Fluorescence Microscopy 

References: 385 

Structure: 
C[N+](C)(C)CCC[n+]1ccc(\C=C\c2cc3CCCN4

CCCc(c2)c34)c2ccccc12 

  

Name: KDH-160 

Method: Fluorescence Microscopy 

References: 385 

Structure: 
CCN1CCCc2ccc(\C=C\c3cc[n+](CCCS([O-

])(=O)=O)c4ccccc34)cc12 

  

Name: JPW-3066 

http://badd.wikispaces.com/SnEBC


Method: Fluorescence Microscopy 

References: 385 

Structure: 
CN(C)c1ccc(\C=C\c2ccc(\C=C\c3cc[n+](CCC[

N+](C)(C)C)c4ccccc34)s2)cc1 

  

Name: JPW-4012 

Method: Fluorescence Microscopy 

References: 385 

Structure: 
CCCCN(CCCC)c1ccc(\C=C\c2ccc(\C=C\c3cc[

n+](CCC[N+](C)(C)C)c4ccccc34)o2)cc1 

  

Name: JPW-4023 

Method: Fluorescence Microscopy 

References: 385 

Structure: 
CCN(CC)c1ccc(\C=C\c2ccc(\C=C\c3cc[n+](C

CC[N+](C)(C)C)c4ccccc34)o2)cc1 

  

Name: RE-66 

Method: Fluorescence Microscopy 

References: 385 

Structure: 
CCCCN(CCCC)c1ccc(cc1)\C=C\c1c2ccccc2[n

+](CCCCS([O-])(=O)=O)c2ccccc12 

  

Name: RE-136 

Method: Fluorescence Microscopy 

References: 385 

Structure: 
CCCCN(CCCC)c1ccc(cc1)\C=C\C=C\c1c2cccc

c2[n+](CCCS([O-])(=O)=O)c2ccccc12 

  

Name: RK-57 

Method: Fluorescence Microscopy 

References: 385 

Structure: 

CCCCOC1CN2CC(Cc3cc(\C=C\c4c5ccccc5[n

+](CCCS([O-

])(=O)=O)c5ccccc45)cc(C1)c23)OCCCC 

  

Name: JPW-5019 

Method: Fluorescence Microscopy 

References: 385 

Structure: 

CCCCCCCCN(CCCCCCCC)c1ccc(\C=C\c2cc

c(\C=C\c3cc[n+](CCC[N+](C)(C)C)c4ccccc34)

s2)cc1 

  

Name: JPW-5021 

Method: Fluorescence Microscopy 

References: 385 

Structure: 

CCCCCCCCN(CCCCCCCC)c1ccc(\C=C\c2cc

c(\C=C\c3cc[n+](CCC[N+](C)(C)C)c4ccccc34)

o2)cc1 

  

Name: JPW-5026 

Method: Fluorescence Microscopy 

References: 385 

Structure: 

CCCCCCCCCCCCN(CCCCCCCCCCCC)c1cc

c(\C=C\c2ccc(\C=C\c3cc[n+](CCC[N+](C)(C)

C)c4ccccc34)s2)cc1 

  

Name: JPW-5028 

Method: Fluorescence Microscopy 

References: 385 

Structure: 

CCCCCCCCCCCCN(CCCCCCCCCCCC)c1cc

c(\C=C\c2ccc(\C=C\c3cc[n+](CCC[N+](C)(C)

C)c4ccccc34)o2)cc1 

  

Name: DB1-195 

Method: Fluorescence Microscopy 

References: 385 

Structure: 
CCCCN(CCCC)c1ccc(cc1)\C=C\c1c2ccccc2[n

+](CCCS([O-])(=O)=O)c2ccccc12 

  

Name: JPW-5031 

Method: Fluorescence Microscopy 

References: 385 

Structure: 
CCN(CC)c1ccc2cc(\C=C\C=C\C3=[N+](CCC[

N+](C)(C)C)c4ccccc4C3(C)C)ccc2c1 

  

Name: DB2-039 

Method: Fluorescence Microscopy 

References: 385 

Structure: 
CCCCCC1C(CCCC)Cc2cc(\C=C\c3cc[n+](CC

C[N+](C)(C)C)c4ccccc34)cc3CCCN1c23 

  

Name: JPW1114 

Method: Fluorescence Microscopy 

References: 411 

Structure: 
CCN(CC)c1ccc2cc(ccc2c1)\C=C\c1cc[n+](CC[

N+](C)(C)C)cc1 

  

Name: RH795 

Method: Fluorescence Microscopy 

References: 413 

Structure: 
CCCCN(CCCC)c1ccc(CCCCc2cc[n+](CC(O)C

C(C)(C)CCO)cc2)cc1 

  

Name: JPW3039 

Method: Fluorescence Microscopy 

References: 413 

Structure: 
CCN(CC)c1ccc2cc(ccc2c1)\C=C\c1cc[n+](CC(

O)CC(C)(C)CCO)cc1 

  

Name: JPW2081 

Method: Fluorescence Microscopy 

References: 413 

Structure: 
CCCCN(CCCC)c1ccc2cc(ccc2c1)\C=C\c1cc[n

+](CC(O)CC(C)(C)CCO)cc1 

  

Name: JPW3031 

Method: Fluorescence Microscopy 

References: 413 

Structure: 
CCCCCCN(CCCCCC)c1ccc2cc(\C=C\c3cc[n+

](CC(O)CC(C)(C)CCO)cc3)ccc2c1 

  

Name: JPW5037; di-8-ANEPPS 

Method: Fluorescence Microscopy 

References: 412, 413 

Structure: 
CCCCCCCCN(CCCCCCCC)c1ccc2cc(\C=C\c

3cc[n+](CCCS([O-])(=O)=O)cc3)ccc2c1 

  

Name: ANNINE-6plus 

Method: Fluorescence Microscopy 



References: 414 

Structure: 
CCCCN(CCCC)c1ccc2c(ccc3c2ccc2c4ccc5c[n

+](CCC[N+](C)(C)C)ccc5c4ccc32)c1 

  

Name: RH160 

Method: Fluorescence Microscopy 

References: 415 

Structure: 
CCCCN(CCCC)c1ccc(cc1)\C=C\C=C\c1cc[n+]

(CCCCS([O-])(=O)=O)cc1 

  

Name: di-4-ANEPBS 

Method: Fluorescence Microscopy 

References: 415 

Structure: 
CCCCN(CCCC)c1ccc2cc(ccc2c1)\C=C\c1cc[n

+](CCCCS([O-])(=O)=O)cc1 

  

Name: BNBIQ 

Method: Fluorescence Microscopy 

References: 415 

Structure: 
CCCCN(CCCC)c1ccc2cc(ccc2c1)-

c1ccc2c[n+](CCCCS([O-])(=O)=O)ccc2c1 

  

Name: ANNINE-5 

Method: Fluorescence Microscopy 

References: 415 

Structure: 
CCCCN(CCCC)c1ccc2c(ccc3c2ccc2c4cc[n+](

CCCCS([O-])(=O)=O)cc4ccc32)c1 

  

Name: ANNINE-6 

Method: Fluorescence Microscopy 

References: 415 

Structure: 
CCCCN(CCCC)c1ccc2c(ccc3c2ccc2c4ccc5c[n

+](CCCCS([O-])(=O)=O)ccc5c4ccc32)c1 

  

Name: WW375 

Method: Fluorescence Microscopy 

References: 417 

Structure: 
CCN1C(=S)S\C(=C/C=C\C=C2/C=CN(CCCS([

O-])(=O)=O)c3ccccc23)C1=O 

  

Name: RH155 

Method: Fluorescence Microscopy 

References: 417 

Structure: 

CC1=NN(c2ccc(cc2)S([O-

])(=O)=O)C(=O)C\1=C\C=C(\C=C\c1c(C)nn(-

c2ccc(cc2)S([O-])(=O)=O)c1O)c1ccccc1 

  

Name: WW781 

Method: Fluorescence Microscopy 

References: 417 

Structure: 

CCCCN1C(=O)N(CCCC)C(O)=C(\C=C\C=C\

C=C2\C(C)=NN(C2=O)c2ccc(cc2)S([O-

])(=O)=O)C1=O 

  

Name: C4A-FL 

Method: Fluorescence Microscopy 

References: 448 

Structure: [O-]C(=O)CCCc1ccc-2c(Cc3ccccc-23)c1 

  

Name: C4A-FL-C4 

Method: Fluorescence Microscopy 

References: 448 

Structure: 
CCCCc1ccc-2c(Cc3cc(CCCC([O-])=O)ccc-

23)c1 

  

Name: C8A-FL 

Method: Fluorescence Microscopy 

References: 448 

Structure: [O-]C(=O)CCCCCCCc1ccc-2c(Cc3ccccc-23)c1 

  

Name: C8A-FL-C4 

Method: Fluorescence Microscopy 

References: 448 

Structure: 
CCCCc1ccc-2c(Cc3cc(CCCCCCCC([O-

])=O)ccc-23)c1 

  

Name: C6A-FL 

Method: Fluorescence Microscopy 

References: 448 

Structure: [O-]C(=O)CCCCCc1ccc-2c(Cc3ccccc-23)c1 

  

Name: C6A-FL-C2 

Method: Fluorescence Microscopy 

References: 448 

Structure: 
CCc1ccc-2c(Cc3cc(CCCCCC([O-])=O)ccc-

23)c1 

  

Name: C6A-FL-C4 

Method: Fluorescence Microscopy 

References: 448 

Structure: 
CCCCc1ccc-2c(Cc3cc(CCCCCC([O-])=O)ccc-

23)c1 

  

Name: C6A-FL-C6 

Method: Fluorescence Microscopy 

References: 448 

Structure: 
CCCCCCc1ccc-2c(Cc3cc(CCCCCC([O-

])=O)ccc-23)c1 

  

Name: C6ABz PC 

Method: Fluorescence Microscopy 

References: 448 

Structure: 

CCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCCc1ccc

(cc1)C(=O)c1ccccc1 

  

Name: C6ABzC6 

Method: Fluorescence Microscopy 

References: 448 

Structure: 

CCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCCc1ccc

(cc1)C(=O)c1ccc(CCCCCC)cc1 

  

Name: C8ABz PC 

Method: Fluorescence Microscopy 

References: 448 

Structure: 

CCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCCCCc1

ccc(cc1)C(=O)c1ccccc1 

  



Name: C8ABzC4 PC 

Method: Fluorescence Microscopy 

References: 448 

Structure: 

CCCCCCCCCCCCCC(=O)OCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC(=O)CCCCCCCc1

ccc(cc1)C(=O)c1ccc(CCCC)cc1 

  

Name: 1-Pyrene Butyric Acid; PBA 

Method: Fluorescence Microscopy 

References: 456 

Structure: 

[O-

]C(=O)CCCC1=CCC2=C3C4C(C=C2)=CC=C

C4=CC=C13 

  

Name: Lepidine Dye 

Method: Fluorescence Microscopy 

References: 462 

Structure: 
CCCCN(CCCC)c1ccc(\C=C\c2ccc(\C=C\c3cc[

n+](CCCCS([O-])(=O)=O)c4ccccc34)s2)cc1 

  

Name: Indolenine Dye 

Method: Fluorescence Microscopy 

References: 462 

Structure: 

CCCCN(CCCC)c1ccc(\C=C\c2ccc(\C=C\C3=[

N+](CCCCS([O-

])(=O)=O)c4ccccc4C3(C)C)s2)cc1 

  

Name: Benzthiazole Dye 

Method: Fluorescence Microscopy 

References: 462 

Structure: 
CCCCN(CCCC)c1ccc(\C=C\c2ccc(\C=C\c3sc4

ccccc4[n+]3CCCCS([O-])(=O)=O)s2)cc1 

  

Name: Sulfindolenine Dye 

Method: Fluorescence Microscopy 

References: 462 

Structure: 

CCCCN(CCCC)c1ccc(\C=C\c2ccc(\C=C\C3=[

N+](CCCCS([O-

])(=O)=O)c4ccc(cc4C3(C)C)S([O-

])(=O)=O)s2)cc1 

  

Name: Benzoxazole Dye 

Method: Fluorescence Microscopy 

References: 462 

Structure: 
CCCCN(CCCC)c1ccc(\C=C\c2ccc(\C=C\c3oc4

ccccc4[n+]3CCCCS([O-])(=O)=O)s2)cc1 

  

Name: Sulfoindolenme Dye 

Method: Fluorescence Microscopy 

References: 462 

Structure: 

CCCCN(CCCC)c1ccc(\C=C\c2ccc(\C=C\C3=[

N+](CC)c4cc(CS([O-

])(=O)=O)ccc4C3(C)C)s2)cc1 

  

Name: Methoxyquinaldine Dye 

Method: Fluorescence Microscopy 

References: 462 

Structure: 
CCCCN(CCCC)c1ccc(\C=C\c2ccc(C=Cc3ccc4

cc(OC)ccc4[n+]3CCCCS([O-])(=O)=O)s2)cc1 

  

Name: Methoxylepidine Dye 

Method: Fluorescence Microscopy 

References: 462 

Structure: 

CCCCN(CCCC)c1ccc(\C=C\c2ccc(\C=C\c3cc[

n+](CCCCS([O-

])(=O)=O)c4ccc(OC)cc34)s2)cc1 

  

Name: Amethyst Violet 

Method: Fluorescence Microscopy 

References: 463 

Structure: 
CCN(CC)c1ccc2nc3ccc(cc3[n+](-

c3ccccc3)c2c1)N(CC)CC 

  

Name: DiOC1(3) 

Method: Fluorescence Microscopy 

References: 463 

Structure: 
CN1\C(Oc2ccccc12)=C/C=C/c1oc2ccccc2[n+]

1C 

  

Name: RH355 

Method: Fluorescence Microscopy 

References: 464 

Structure: 
CN(C)c1ccc(cc1)\C=C\C=C\c1cc[n+](CCC[N+

](C)(C)C)cc1 

  

Name: RH461 

Method: Fluorescence Microscopy 

References: 464 

Structure: 
CCN(CC)c1ccc(cc1)\C=C\C=C\c1cc[n+](CCC[

N+](C)(C)C)cc1 

  

Name: RH437 

Method: Fluorescence Microscopy 

References: 464 

Structure: 
CCCN(CCC)c1ccc(cc1)\C=C\C=C\c1cc[n+](C

CC[N+](C)(C)C)cc1 

  

Name: JPW1234 

Method: Fluorescence Microscopy 

References: 465 

Structure: 
CCCCN(CCCC)c1ccc2cc(ccc2c1)\C=C\c1cc[n

+](CC(C)CO)cc1 

  

Name: JPW1259 

Method: Fluorescence Microscopy 

References: 465 

Structure: 
CCCCN(CCCC)c1ccc2cc(\C=C\c3cc[n+](CC4

OC(OC)C(O)C4O)cc3)ccc2c1 

  

Name: JPW1290 

Method: Fluorescence Microscopy 

References: 465 

Structure: 
CCN(CC)c1ccc2cc(ccc2c1)\C=C\c1cc[n+](CC(

C)CO)cc1 

  

Name: F8N1S 

Method: Fluorescence Microscopy 

References: 466 

Structure: 
CCCCCCCCN(CCCCCCCC)c1ccc(cc1)C1=C(

[O-])C(=O)c2cc(C[N+](C)(C)CCCS([O-

https://badd.wikispaces.com/Ageladine+A


])(=O)=O)ccc2O1 

  

Name: PPZ8 

Method: Fluorescence Microscopy 

References: 466 

Structure: 

CCCCCCCCOc1ccc2OC(=C([O-

])C(=O)c2c1)c1ccc(cc1)N1CCN(CC1)c1cc[n+]

(CCCS([O-])(=O)=O)cc1 

  

Name: RH237 

Method: Fluorescence Microscopy 

References: 492 

Structure: 
CCCCN(CCCC)c1ccc(cc1)\C=C\C=C\C=C\c1c

c[n+](CCCCS([O-])(=O)=O)cc1 

  

Name: O⁶-Benzylguanine- Pennsylvania Green 

Method: Fluorescence Microscopy 

References: 495 

Structure: 

Cc1cc(ccc1C1=C2C=C(F)C(=O)C=C2Oc2cc(O

)c(F)cc12)C(=O)NCc1ccc(COc2nc(N)nc3[nH]c

nc23)cc1 

  

Name: Pennsylvania Green Fluorophore Derivative 22 

Method: Fluorescence Microscopy 

References: 498 

Structure: 

CC(C)CCCC(C)C1CCC2C3CC=C4CC(CCC4(

C)C3CCC12C)[NH2+]CCCNC(=O)CCNC(=O)

CCNC(=O)c1ccc(c(C)c1)C1=C2C=C(F)C(=O)

C=C2Oc2cc(O)c(F)cc12 

  

Name: 
::Pennsylvania Green Fluorophore Derivative 

23:::::: 

Method: Fluorescence Microscopy 

References: 498 

Structure: 

CC(C)CCCC(C)C1CCC2C3CC=C4CC(CCC4(

C)C3CCC12C)[NH2+]CCCNC(=O)CCNC(=O)

CCNC(=O)c1ccc(c(C)c1)C1=C2C=CC(=O)C=

C2Oc2cc(O)ccc12 

 

 

 

 

 

 

 

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 

Method: Fluorescence Microscopy 

References: 54, 593 

Structure: 
CC1CCC\C=C/C2CC(O)CC2C(O)\C=C/C(=O)

O1 

  

Name: 
D272; 3,3'-dipentyloxacarbocyanine 

iodideDiOC5(3) 

Method: Fluorescence Microscopy 

References: 28 

Structure: 
CCCCCN1\C(Oc2ccccc12)=C\C=C\c1oc2ccccc

2[n+]1CCCCC 

  

Name: 
B7447; Brefeldin A, BODIPY® FL conjugate; 

gBFA I 

Method: Fluorescence Microscopy 

References: 54 

Structure: 

CC1CCC\C=C\C2CC(O)CC2C(OC(=O)CCC2

=[N+]3C(C=C2)=Cc2c(C)cc(C)n2[B-

]3(F)F)\C=C\C(=O)O1 

  

Name: 

N1154; 6-((N-(7-nitrobenz-2-oxa-1,3- diazol-4-

yl)amino)hexanoyl)sphingosine; NBD C6-

ceramide 

Method: Fluorescence Microscopy 

References: 146 

Structure: 
CCCCCCCCCCCCC\C=C\C(O)C(CO)NC(=O)

CCCCCNc1ccc(c2nonc12)N(=O)=O 

  

Name: E12353; ER-Tracker™ Blue-White DPX 

Method: Fluorescence Microscopy 

References: 586 

Structure: 

CN(C)c1ccc(cc1)-c1cnc(o1)-

c1ccc(cc1)S(=O)(=O)NCCNC(=O)c1c(F)c(F)c(

F)c(F)c1F 

  

Name: 

D3521; N-(4,4-difluoro-5,7-dimethyl-4- bora-

3a,4a-diaza-s-indacene-3- 

pentanoyl)sphingosine; BODIPY® FL C5-

ceramide 

Method: Fluorescence Microscopy 

References: 131 

Structure: 

CCCCCCCCCCCCC\C=C/C(O)C(CO)NC(=O)

CCCCC1=[N+]2C(C=C1)=Cc1c(C)cc(C)n1[B-

]2(F)F 

  

Name: 
B7449; Brefeldin A, BODIPY®  558/568 

conjugate; rBFA 

Method: Fluorescence Microscopy 

References: 54 

Structure: 
CC1CCC\C=C\C2CC(O)CC2C(OC(=O)CCC2

=[N+]3C(C=C2)=Cc2ccc(-c4cccs4)n2[B-



]3(F)F)\C=C\C(=O)O1 

  

Name: 

D7540; N-((4-(4,4-difluoro-5-(2-thienyl)-4-

bora-3a,4a-diaza-s-indacene-3-

yl)phenoxy)acetyl)sphingosine; BODIPY® TR 

ceramide 

Method: Fluorescence Microscopy 

References: 719 

Structure: 

CCCCCCCCCCCCC\C=C/C(O)C(CO)NC(=O)

COc1ccc(cc1)-

c1ccc2C=C3C=CC(c4cccs4)=[N+]3[B-

](F)(F)n12 

  

Name: 

D3522; N-(4,4-difluoro-5,7-dimethyl-4- bora-

3a,4a-diaza-s-indacene-3- pentanoyl)sphingosyl 

phosphocholine ; BODIPY® FL C5-

sphingomyelin 

Method: Fluorescence Microscopy 

References: 588 

Structure: 

CCCCCCCCCCCCC\C=C/C(O)C(COP([O-

])(=O)OCC[N+](C)(C)C)NC(=O)CCCCC1=[N

+]2C(C=C1)=Cc1c(C)cc(C)n1[B-]2(F)F 

  

Name: 
E34251; ER-Tracker™ Green; BODIPY® FL 

glibenclamide 

Method: NA 

References: Invi 

Structure: 

COc1c(NC(=O)CCC2=[N+]3C(C=C2)=Cc2c(C

)cc(C)n2[B-

]3(F)F)cc(Cl)cc1C(=O)NCCc1ccc(cc1)S([O-

])(=O)=NC(=O)NC1CCCCC1 

  

Name: 

D7519; N-(4,4-difluoro-5,7-dimethyl-4- bora-

3a,4a-diaza-s-indacene-3- 

dodecanoyl)sphingosyl 1-beta-D-

galactopyranoside; BODIPY® FL C12-

galactocerebroside 

Method: Fluorescence Microscopy 

References: 661 

Structure: 

CCCCCCCCCCCCC\C=C\C(O)C(COC1OC(C

O)C(O)C(O)C1O)NC(=O)CCCCCCCCCCCC1

=[N+]2C(C=C1)=Cc1c(C)cc(C)n1[B-]2(F)F 

  

Name: 
E34250; ER-Tracker™ Red; BODIPY® TR 

glibenclamide 

Method: Fluorescence Microscopy 

References: 644 

Structure: 

COc1c(NC(=O)COc2ccc(cc2)C2=[N+]3C(C=C

2)=Cc2ccc(-c4cccs4)n2[B-

]3(F)F)cc(Cl)cc1C(=O)NCCc1ccc(cc1)S([O-

])(=O)=NC(=O)NC1CCCCC1 

  

Name: 
TDEPC; Tetradiethanolamine Zn(II) 

phthalocyanine 

Method: Fluorescence Microscopy 

References: 87 

Structure: 

OCCN(CCO)S(=O)(=O)c1ccc2c3nc(nc4n5[Zn]

n6c(nc7nc(nc5c5cc(ccc45)S(=O)(=O)N(CCO)C

CO)c4cccc(c74)S(=O)(=O)N(CCO)CCO)c4ccc

(cc4c6n3)S(=O)(=O)N(CCO)CCO)c2c1 

  

Name: Tolyporphin 

Method: Fluorescence Microscopy 

References: 117 

Structure: 

CC1CC(OC(C)=O)C(OC(C)=O)C(O1)C1(C)C(

=O)c2cc3cc(C)c(cc4nc(cc5[nH]c(cc5C)cc1n2)

C(=O)C4(C)C1OC(C)C(CC1OC(C)=O)OC(C)

=O)[nH]3 

  

Name: KRN5500 

Method: Fluorescence Microscopy 

References: 120 

Structure: 
CCCCCCCCC\C=C\C=C\C(=O)NCC(=O)NC1

C(O)C(O)C(Nc2ncnc3nc[nH]c23)OC1C(O)CO 

  

Name: gBFA II 

Method: Fluorescence Microscopy 

References: 54 

Structure: 

CC1CCC\C=C\C2CC(CC2C(O)\C=C\C(=O)O1

)OC(O)CCC1CCC2CC3C(C)CC(C)N3[B-

](F)(F)[NH+]12 

  

Name: 
13-Oxo-methyl Pyropheophorbide-a Derivative 

10 

Method: Fluorescence Microscopy 

References: 218 

Structure: 

CCCCCCCCCCCCOC(C)c1c(C)c2cc3nc(C(CC

C(=O)OC)C3C)c3C(=O)C(=O)c4c(C)c(cc5nc(c

c1[nH]2)C(C)C5CC)[nH]c34 

  

Name: 
13-Oxo-methyl Pyropheophorbide-a Derivative 

14 

Method: Fluorescence Microscopy 

References: 218 

Structure: 

CCCCCCCCCCCCOC(C)C1=C(C)C2\C=C3/N

=C(C(CCC(=O)OC)C3C)C3=C4N5[In](Cl)N2

C1\C=C1/N=C(/C=C5/C(C)=C4C(=O)C3=O)C

(CC)C1C 

  

Name: CIBC Derivative 1 

Method: Fluorescence Microscopy 

References: 227 

Structure: 

CCC1C(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)OC(=O)c5c(C)c(cc1n2)[nH

]c45)c(C)c3C(C)=O 

  

Name: CIBC Derivative 5 

Method: Fluorescence Microscopy 

References: 227 

Structure: 

CCC1C(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(OC)C(=O)c5c(C)c(cc1n2

)[nH]c45)c(C)c3C(C)OCC(O)CO 

  

Name: CIBC Derivative 10 

Method: Fluorescence Microscopy 

References: 227 

Structure: 

CCC1C(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(NC(=O)c5ccncc5)C(=O)

c5c(C)c(cc1n2)[nH]c45)c(C)c3C(C)=O 

  

Name: 2-BA-2-DMHB2-butylamino-2-demethoxy-

http://badd.wikispaces.com/PPME+%28Endoplasmic+Reticulum%29


hypocrellin B 

Method: Fluorescence Microscopy 

References: 245 

Structure: 

CCCCNc1c(O)c2C(=O)C=C(OC)c3c4C(OC)=

CC(=O)c5c(O)c(OC)c6C(C(C)=O)=C(C)Cc1c(

c23)c6c45 

  

Name: Monensin 

Method: Pharmacological Effect 

References: 249 

Structure: 

CCC1(CCC(O1)C1(C)CCC2(CC(O)C(C)C(O2)

C(C)C(OC)C(C)C([O-

])=O)O1)C1OC(CC1C)C1OC(O)(CO)C(C)CC

1C 

  

Name: Okadaic Acid 

Method: Pharmacological Effect 

References: 249 

Structure: 

CC1CCC2(CCCCO2)OC1C(C)CC(O)C1OC2C

CC3(CCC(O3)\C=C\C(C)C3CC(C)=CC4(OC(

CCC4O)CC(C)(O)C([O-

])=O)O3)OC2C(O)C1=C 

  

Name: Purpurinimide Carbohydrate Conjugate 13 

Method: Fluorescence Microscopy 

References: 263 

Structure: 

CCCCCCN1C(=O)c2c(C)c3cc4nc(cc5[nH]c(cc

6nc(C(CCC(=O)OC)C6C)c(C1=O)c2[nH]3)c(C

)c5CO)c(C)c4CC 

  

Name: Vitamin K 

Method: Cell Fractionation 

References: 337 

Structure: 
CC(C)CCCC(C)CCCC(C)CCCC(C)\C=C\C1=

C(C)C(=O)c2ccccc2C1=O 

  

Name: Porphyrin Conjugate Derivative 4 

Method: Fluorescence Microscopy 

References: 354 

Structure: 

CC(C)C(NC(=O)C(CCCC[NH3+])NC(=O)C(C

CCNC(N)=[NH2+])NC(=O)C(CCCC[NH3+])

NC(=O)C(CCCC[NH3+])NC(=O)C(CCCC[NH

3+])NC(=O)C1CCCN1C(=O)CNC(=O)COCC

OCCOCCOCCOCCOCCNC(=O)COCC(=O)N

c1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C(N)=O 

  

Name: Porphyrin Conjugate Derivative 5  

Method: Fluorescence Microscopy 

References: 354 

Structure: 

NC(=[NH2+])NCCCC(NC(=O)C(CCCNC(N)=

[NH2+])NC(=O)C(CCCNC(N)=[NH2+])NC(=

O)C(CCCNC(N)=[NH2+])NC(=O)C(CCCNC(

N)=[NH2+])NC(=O)C(CCCNC(N)=[NH2+])N

C(=O)C(CCCNC(N)=[NH2+])NC(=O)C(CCC

NC(N)=[NH2+])NC(=O)CNC(=O)COCCOCC

OCCOCCOCCOCCNC(=O)COCC(=O)Nc1ccc

(cc1)-c1c2ccc(n2)c(-c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C([O-])=O 

  

Name: Porphyrin Conjugate Derivative 6 

Method: Fluorescence Microscopy 

References: 354 

Structure: 

CN(CCCCC(=O)N1CCCC1C(=O)NC(CCC(N)

=O)C(N)=O)C(=O)C(CCCNC(N)=[NH2+])NC

(=O)C(CCCNC(N)=[NH2+])NC(=O)C(CCCN

C(N)=[NH2+])NC(=O)C(CCC(N)=O)NC(=O)

C(CCCNC(N)=[NH2+])NC(=O)C(CCCNC(N)

=[NH2+])NC(=O)C(CCCC[NH3+])NC(=O)C(

CCCC[NH3+])NC(=O)C(CCCNC(N)=[NH2+])

NC(=O)CNC(=O)COCCOCCOCCOCCOCCO

CCNC(=O)COCC(=O)Nc1ccc(cc1)-

c1c2ccc(n2)c(-c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-c2ccccc2)c2ccc1[nH]2 

  

Name: SNAFR-6 

Method: Fluorescence Microscopy 

References: 388 

Structure: 
Oc1ccc2cc3c(OC4=CC(=O)C=CC4=C3c3ccccc

3)cc2c1 

  

Name: ADPM01 

Method: Fluorescence Microscopy 

References: 407 

Structure: 

F[B-]1(F)n2c(cc(-

c3ccccc3)c2N=C2C(=CC(c3ccccc3)=[N+]12)c

1ccccc1)-c1ccccc1 

  

Name: Hypericin Derivatives 2 

Method: Fluorescence Microscopy 

References: 418 

Structure: 
Cc1ccc2C(=O)c3c(O)cc([O-])c4c3c(-c2c1)c1-

c2cc(C)ccc2C(=O)c2c(O)cc([O-])c4c12 

  

Name: Hypericin Derivatives 3 

Method: Fluorescence Microscopy 

References: 418 

Structure: 
COc1cc(OC)c2c3c1C(=O)c1ccc(C)cc1-c3c1-

c3cc(C)ccc3C(=O)c3c(OC)cc(OC)c2c13 

  

Name: Hypericin Derivatives 4 

Method: Fluorescence Microscopy 

References: 418 

Structure: 

Cc1ccc2C(=O)c3c(O)c(Br)c([O-])c4c3c(-

c2c1)c1-c2cc(C)ccc2C(=O)c2c(O)c(Br)c([O-

])c4c12 

  

Name: Hypericin Derivatives 5 

Method: Fluorescence Microscopy 

References: 418 

Structure: 

CCCCNc1cc(O)c2c3c1C(=O)c1ccc(C)cc1-

c3c1-

c3cc(C)ccc3C(=O)c3c(NCCCC)cc(O)c2c13 

  

Name: Zinpyr-1 

Method: Fluorescence Microscopy 

References: 458, 706 

Structure: [O-
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]C(=O)c1ccccc1C1=C2C=C(Cl)C(=O)C(CN(C

c3ccccn3)Cc3ccccn3)=C2Oc2c(CN(Cc3ccccn3)

Cc3ccccn3)c([O-])c(Cl)cc12 

  

Name: Zinpyr-2 

Method: Fluorescence Microscopy 

References: 458, 706 

Structure: 

Oc1ccc2c(OC3=C(CN(Cc4ccccn4)Cc4ccccn4)

C(=O)C=CC3=C2c2ccccc2C([O-

])=O)c1CN(Cc1ccccn1)Cc1ccccn1 

  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

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 

References: 2, 23, 161 

Structure: 

C[NH2+]C(C)C1CCC([NH3+])C(O1)OC1C([N

H3+])CC([NH3+])C(OC2OCC(C)(O)C([NH2+]

C)C2O)C1O 

  

Name: L7525; LysoTracker® Blue DND-22  

Method: Fluorescence Microscopy 

References: 585 

Structure: 
CN(C)CC[NH2+]Cc1c2ccccc2c(C[NH2+]CCN

(C)C)c2ccccc12 

  

Name: 
B153; 4,4'-dianilino-1,1'-binaphthyl-5,5'- 

disulfonic acid, dipotassium salt; Bis-ANS 

Method: Uptake/Binding 

References: 609 

Structure: 
[O-]S(=O)(=O)c1cccc2c(ccc(Nc3ccccc3)c12)-

c1ccc(Nc2ccccc2)c2c(cccc12)S([O-])(=O)=O 

  

Name: 
PBD Derivative 5; 7-Diethylaminocoumarin 

pyrrolobenzodiazepine derivative 5 

Method: Fluorescence Microscopy 

References: 136 

Structure: CCOC(=O)C1=Cc2ccc(cc2OC1=O)N(CC)CC 

  

Name: 
PBD Derivative 17; 7-Diethylaminocoumarin 

pyrrolobenzodiazepine derivative 17 

Method: Fluorescence Microscopy 

References: 136 

Structure: 

CCN(CC)c1ccc2C=C(C(=O)NCCCCCCCCOc3

cc4N=CC5CCCN5C(=O)c4cc3OC)C(=O)Oc2c

1 

  

Name: 
PBD Derivative 20; 7-Diethylaminocoumarin 

pyrrolobenzodiazepine derivative 20 

Method: Fluorescence Microscopy 

References: 136 

Structure: 

CCN(CC)c1ccc2C=C(C(=O)NCCCNC(=O)CO

c3cc4N=CC5CCCN5C(=O)c4cc3OC)C(=O)Oc

2c1 

  

Name: 6-Aminoquinoline Derivative 1 

Method: Fluorescence Microscopy 

References: 137 

Structure: 
Cc1c(N2CCCCC2)c(N)cc2C(=O)C(=CN(C3CC

3)c12)C([O-])=O 

  

Name: Triflupromazine 

Method: Fluorescence Microscopy 

http://badd.wikispaces.com/Curcurmin
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References: 172 

Structure: 
C[NH+](C)CCCN1c2ccccc2Sc2ccc(cc12)C(F)(

F)F 

  

Name: PCI-2000 

Method: Fluorescence Microscopy 

References: 219 

Structure: 

CCC1=C(CC)C2=CC3=NC(=Cc4[nH]c(c(CC)c

4CC)-

c4[nH]c(C=C5N=C(C=C1N2)C(CCCO)=C5C)c

(CC)c4CC)C(C)=C3CCCO 

  

Name: 
(Dmt¹,dnsDap⁴)-DALDA; Dmt-D-Arg-Phe-

dnsDap-NH2 

Method: Fluorescence Microscopy 

References: 156 

Structure: 

CN(C)c1cccc2c(cccc12)S(=O)(=O)C(N)C(NC(

=O)C(Cc1ccccc1)NC(=O)C(CCCNC(N)=[NH2

+])NC(=O)C([NH3+])Cc1c(C)cc(O)cc1C)C(N)

=O 

  

Name: Aclacinomycin A 

Method: Fluorescence Microscopy 

References: 282 

Structure: 

CCC1(O)CC(OC2CC(C(OC3CC(O)C(OC4CC

C(=O)C(C)O4)C(C)O3)C(C)O2)[NH+](C)C)c2

c(O)c3C(=O)c4c(O)cccc4C(=O)c3cc2C1C(=O)

OC 

  

Name: Rose Bengal Acetate 

Method: Fluorescence Microscopy 

References: 298 

Structure: 

[O-]c1c(I)cc2c(Oc3c(I)c([O-

])c(I)cc3C22OC(=O)c3c(Cl)c(Cl)c(Cl)c(Cl)c23)

c1I 

  

Name: 

P-H; tri-cationic 5-(4-carboxyphenyl)-10,15,20-

tris(4-methylpyridinium-4-yl)porphyrin tri-

iodide 

Method: Fluorescence Microscopy 

References: 301 

Structure: 

C[n+]1ccc(cc1)-c1c2ccc(n2)c(C([O-

])=O)c2ccc([nH]2)c(-

c2cc[n+](C)cc2)c2ccc([nH]2)c(-

c2cc[n+](C)cc2)c2ccc1n2 

  

Name: Photolabeled BBR 3422 

Method: Cell Fractionation 

References: 312 

Structure: 
C[NH2+]CCNc1ccc2n(CCNC(=O)c3ccc(cc3O)

N=[N+]=[N-])nc3-c4cnccc4C(=O)c1c23 

  

Name: 4-DCB; 4,4'-dichlorobiphenyl 

Method: Cell Fractionation 

References: 312 

Structure: Clc1ccc(cc1)-c1ccc(Cl)cc1 

  

Name: 236-HCB; 2,2',3,3',6,6'-Hexachlorobiphenyl 

Method: Cell Fractionation 

References: 312 

Structure: Clc1ccc(Cl)c(c1Cl)-c1c(Cl)ccc(Cl)c1Cl 

  

Name: 245-HCB; 2,2',4,4',5,5'-hexachlorobiphenyl 

Method: Cell Fractionation 

References: 312 

Structure: Cc1cc(Cl)c(Cl)cc1-c1cc(Cl)c(Cl)cc1Cl 

  

Name: 2-Chloroaniline 

Method: Cell Fractionation 

References: 315 

Structure: Nc1ccccc1Cl 

  

Name: 4-Chloroaniline 

Method: Cell Fractionation 

References: 315 

Structure: Nc1ccc(Cl)cc1 

  

Name: Dioxane 

Method: Cell Fractionation 

References: 317 

Structure: C1COCCO1 

  

Name: ZnPcS3C2 

Method: Fluorescence Microscopy 

References: 328 

Structure: 

[O-

]S(=O)(=O)c1ccc2c3nc(nc4n5[Zn]n6c(nc7nc(nc

5c5cc(ccc45)S([O-])(=O)=O)c4ccc(cc74)S([O-

])(=O)=O)c4ccc(cc4c6n3)C#C)c2c1 

  

Name: ZnPcS3C12 

Method: Fluorescence Microscopy 

References: 328 

Structure: 

CCCCCCCCCCC#Cc1ccc2c3nc4nc(nc5n6[Zn]

n3c(nc3nc(nc6c6ccc(cc56)S([O-

])(=O)=O)c5cc(ccc35)S([O-

])(=O)=O)c2c1)c1ccc(cc41)S([O-])(=O)=O 

  

Name: ZnPcS3C16 

Method: Fluorescence Microscopy 

References: 328 

Structure: 

CCCCCCCCCCCCCCC#Cc1ccc2c3nc4nc(nc5

n6[Zn]n3c(nc3nc(nc6c6ccc(cc56)S([O-

])(=O)=O)c5cc(ccc35)S([O-

])(=O)=O)c2c1)c1ccc(cc41)S([O-])(=O)=O 

  

Name: Dansyl-TPA 

Method: Fluorescence Microscopy 

References: 330 

Structure: 

CC1C(OC(=O)CCCCCCCCCCCNS(=O)(=O)c

2cccc3c(cccc23)N(C)C)C2(OC(C)=O)C(C3C=

C(CO)CC4(O)C(C=C(C)C4=O)C13O)C2(C)C 

  

Name: Ergocalciferol; Vitamin D2 

Method: Cell Fractionation 

References: 343 

Structure: CC(C)C(C)\C=C\C(C)C1CCC2C1(C)CCC\C2=
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C/C=C1\CC(O)CCC1=C 

  

Name: Cholecalciferol; Vitamin D3 

Method: Cell Fractionation 

References: 343 

Structure: 
CC(C)CCCC(C)C1CCC2C1(C)CCC\C2=C/C=

C1\CC(O)CCC1=C 

  

Name: 
Oxyethylene-rich Zn(II)-Phthalocyanine 

Derivative 4 

Method: Fluorescence Microscopy 

References: 382 

Structure: 

COCCOCCOCCOc1cc(COc2cccc3c4nc5nc(nc6

n7[Zn]n4c(nc4nc(nc7c7ccccc67)c6ccccc46)c23)

c2ccccc52)cc(OCCOCCOCCOC)c1OCCOCCO

CCOC 

  

Name: 
Oxyethylene-rich Zn(II)-Phthalocyanine 

Derivative 5 

Method: Fluorescence Microscopy 

References: 382 

Structure: 

COCCOCCOCCOc1cc(COc2ccc3c4nc5nc(nc6n

7[Zn]n4c(nc4nc(nc7c7ccccc67)c6ccccc46)c3c2)

c2ccccc52)cc(OCCOCCOCCOC)c1OCCOCCO

CCOC 

  

Name: 
Oxyethylene-rich Zn(II)-Phthalocyanine 

Derivative 8 

Method: Fluorescence Microscopy 

References: 382 

Structure: 

COCCOCCOCCOc1cc(COc2ccc(OCc3cc(OCC

OCCOCCOC)c(OCCOCCOCCOC)c(OCCOCC

OCCOC)c3)c3c4nc5nc(nc6n7[Zn]n4c(nc4nc(nc

7c7ccccc67)c6ccccc46)c23)c2ccccc52)cc(OCC

OCCOCCOC)c1OCCOCCOCCOC 

  

Name: DCHQ Derivative 1 

Method: Fluorescence Microscopy 

References: 452 

Structure: 
Oc1c(CN2CCOCCOCCN(CCOCCOCC2)Cc2c

cc3cccnc3c2O)ccc2cccnc12 

  

Name: Porphyrazine A4 Derivative 5 

Method: Fluorescence Microscopy 

References: 410 

Structure: 

COCCOCCOCCOCCSc1c(SCCOCCOCCOCC

OC)c2nc1nc1[nH]c(nc3nc(nc4[nH]c(n2)c(SCC

OCCOCCOCCOC)c4SCCOCCOCCOCCOC)c(

SCCOCCOCCOCCOC)c3SCCOCCOCCOCC

OC)c(SCCOCCOCCOCCOC)c1SCCOCCOCC

OCCOC 

  

Name: Porphyrazine A4 Derivative 8 

Method: Fluorescence Microscopy 

References: 410 

Structure: 

COCCOCCOCCOCCSc1c(SCCOCCOCCOCC

OC)c2nc1nc1c(SCCOCCOCCOCCOC)c(SCC

OCCOCCOCCOC)c3nc4nc(nc5c(SCCOCCOC

COCCOC)c(SCCOCCOCCOCCOC)c(n2)n5[Z

n]n13)c(SCCOCCOCCOCCOC)c4SCCOCCO

CCOCCOC 

  

Name: Porphyrazine A3B Derivative 6 

Method: Fluorescence Microscopy 

References: 410 

Structure: 

COCCOCCOCCOCCSc1c(SCCOCCOCCOCC

OC)c2nc1nc1[nH]c(nc3nc(nc4[nH]c(n2)c2c(OC

(C)C)ccc(OC(C)C)c42)c(SCCOCCOCCOCCO

C)c3SCCOCCOCCOCCOC)c(SCCOCCOCCO

CCOC)c1SCCOCCOCCOCCOC 

  

Name: Porphyrazine A3B Derivative 9 

Method: Fluorescence Microscopy 

References: 410 

Structure: 

COCCOCCOCCOCCSc1c(SCCOCCOCCOCC

OC)c2nc1nc1c(SCCOCCOCCOCCOC)c(SCC

OCCOCCOCCOC)c3nc4nc(nc5n([Zn]n13)c(n2

)c1c(OC(C)C)ccc(OC(C)C)c51)c(SCCOCCOC

COCCOC)c4SCCOCCOCCOCCOC 

  

Name: Porphyrazine A2B2 Derivative 7 

Method: Fluorescence Microscopy 

References: 410 

Structure: 

COCCOCCOCCOCCSc1c(SCCOCCOCCOCC

OC)c2nc1nc1[nH]c(nc3nc(nc4[nH]c(n2)c2c(OC

(C)C)ccc(OC(C)C)c42)c(SCCOCCOCCOCCO

C)c3SCCOCCOCCOCCOC)c2c(OC(C)C)ccc(

OC(C)C)c12 

  

Name: Porphyrazine A2B2 Derivative 10 

Method: Fluorescence Microscopy 

References: 410 

Structure: 

COCCOCCOCCOCCSc1c(SCCOCCOCCOCC

OC)c2nc1nc1n3[Zn]n4c(n2)c2c(OC(C)C)ccc(O

C(C)C)c2c4nc2nc(nc3c3c(OC(C)C)ccc(OC(C)

C)c13)c(SCCOCCOCCOCCOC)c2SCCOCCO

CCOCCOC 

  

Name: Pentaphyrin Derivative 1; isopentaphyrin 

Method: Fluorescence Microscopy 

References: 399 

Structure: 

CCC1=C(C)\C2=C\C3=N\C(\C=C3)=C(c3ccccc

3)\c3ccc(\C=C4[NH2+]C(=C/c5[nH]c(/C=C/1[

NH2+]2)c(CC)c5CC)\C(CC)=C/4C)[nH]3 

  

Name: Pentaphyrin Derivative 2; pentaphyrin 

Method: Fluorescence Microscopy 

References: 399 

Structure: 

CCC1=C(C)C2=N\C\1=C\c1[nH]c(\C=C3/N=C

(C=C4C=CC(=N4)C(c4ccccc4)=C4NC(C=C4)=

C2)C(C)=C/3CC)c(CC)c1CC 

  

Name: TPP(p-Deg-OH)3 

Method: Fluorescence Microscopy 

References: 409 

Structure: 

OCCOCCOc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccc(OCCOCCO)cc2)c2ccc([nH]2)c(-

c2ccc(OCCOCCO)cc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2 

  

Name: TPP(p-Deg-O-ß-GalOH)3 

http://badd.wikispaces.com/Si%28sol%292PC
http://badd.wikispaces.com/Si%28sol%292PC
https://badd.wikispaces.com/PEG-Functionalized+meso-TPP+Conjugate+9
https://badd.wikispaces.com/SNAFR-1


Method: Fluorescence Microscopy 

References: 409 

Structure: 

OC[C@@H]1O[C@@H](OCCOCCOc2ccc(cc

2)-c2c3ccc(n3)c(-c3ccccc3)c3ccc([nH]3)c(-

c3ccc(OCCOCCO[C@@H]4O[C@@H](CO)[

C@@H](O)[C@H](O)[C@@H]4O)cc3)c3ccc(

n3)c(-

c3ccc(OCCOCCO[C@@H]4O[C@@H](CO)[

C@@H](O)[C@H](O)[C@@H]4O)cc3)c3ccc2

[nH]3)[C@@H](O)[C@@H](O)[C@@H]1O 

  

Name: m-1c 

Method: Fluorescence Microscopy 

References: 422 

Structure: 

O[C@@H]1CO[C@@H](Oc2cccc(c2)-

c2c3CCc([nH]3)c(-

c3cccc(O[C@@H]4OC[C@@H](O)[C@H](O)

[C@H]4O)c3)c3ccc(n3)c(-

c3cccc(O[C@@H]4OC[C@@H](O)[C@H](O)

[C@H]4O)c3)c3ccc([nH]3)c(-

c3cccc(O[C@@H]4OC[C@@H](O)[C@H](O)

[C@H]4O)c3)c3ccc2n3)[C@H](O)[C@H]1O 

  

Name: Iejimalide Derivative 7b 

Method: Fluorescence Microscopy 

References: 423 

Structure: 

CCN(CC)c1ccc2C=C(NC(=O)OCC(NC=O)C(=

O)NC\C(C)=C\C=C(/C)C3OC(=O)\C(C)=C\C(

C)\C=C\C(C)=C\C(C\C=C\C(C)=C/CCC(OC)\

C=C\C=C\C3C)OC)C(=O)Oc2c1 

  

Name: Ruthenium-Porphyrin Derivative 2 

Method: Fluorescence Microscopy 

References: 425 

Structure: 

Cl[Ru](Cl)(N1CC=C(C=C1)c1c2ccc(n2)c(C2=

CCN(C=C2)[Ru](Cl)(Cl)c2ccc(cc2)-

c2ccccc2)c2ccc([nH]2)c(C2=CCN(C=C2)[Ru](

Cl)(Cl)c2ccc(cc2)-

c2ccccc2)c2ccc(n2)c(C2=CCN(C=C2)[Ru](Cl)(

Cl)c2ccc(cc2)-

c2ccccc2)c2ccc1[nH]2)c1ccc(cc1)-c1ccccc1 

  

Name: SIM01 

Method: Fluorescence Microscopy 

References: 426 

Structure: 
Oc1cc(O)cc(c1)-c1c2CCc(cc3ccc([nH]3)c(-

c3cc(O)cc(O)c3)c3ccc(cc4ccc1[nH]4)n3)n2 

  

Name: 
Glycosylated Zn(II) Phthalocyanine Derivative 

9 

Method: Fluorescence Microscopy 

References: 536 

Structure: 

CC1(C)OC2OC(COc3cccc4c5nc(N=c6n7[Zn]n

8c(=Nc9nc(N=c7c7c(OCC%10OC%11OC(C)(

C)OC%11C%11OC(C)(C)OC%10%11)cccc67)

c6cccc(OCC7OC%10OC(C)(C)OC%10C%10O

C(C)(C)OC7%10)c96)c6cccc(OCC7OC9OC(C)

(C)OC9C9OC(C)(C)OC79)c6c8=N5)c34)C3O

C(C)(C)OC3C2O1 

  

Name: Glycosylated Zn(II) Phthalocyanine Derivative 

17 

Method: Fluorescence Microscopy 

References: 536 

Structure: 

CC1(C)OC2OC(COc3cccc4c5nc(N=c6n7[Zn]n

8c(=Nc9nc(N=c7c7ccccc67)c6ccccc96)c6ccccc

6c8=N5)c34)C3OC(C)(C)OC3C2O1 

  

Name: 
Glycosylated Zn(II) Phthalocyanine Derivative 

19 

Method: Fluorescence Microscopy 

References: 536 

Structure: 

CC1(C)OC2OC(COc3ccc4c5nc(N=c6n7[Zn]n8

c(=Nc9nc(N=c7c7ccccc67)c6ccccc96)c6ccccc6

c8=N5)c4c3)C3OC(C)(C)OC3C2O1 

  

Name: 
Mono-Substituted Amphiphilic Zn(II) 

Phthalocyanine Derivative 3 

Method: Fluorescence Microscopy 

References: 442 

Structure: 

CN(C)CC(C[NH+](C)C)Oc1ccc2c3nc4nc(nc5n

6[Zn]n3c(nc3nc(nc6c6ccccc56)c5ccccc35)c2c1)

c1ccccc41 

  

Name: 
Mono-Substituted Amphiphilic Zn(II) 

Phthalocyanine Derivative 4 

Method: Fluorescence Microscopy 

References: 442 

Structure: 

CN(C)CC(C[NH+](C)C)Oc1cccc2c3nc4nc(nc5

n6[Zn]n3c(nc3nc(nc6c6ccccc56)c5ccccc35)c12)

c1ccccc41 

  

Name: 
Mono-Substituted Amphiphilic Zn(II) 

Phthalocyanine Derivative 5 

Method: Fluorescence Microscopy 

References: 442 

Structure: 

C[N+](C)(C)CC(C[N+](C)(C)C)Oc1ccc2c3nc4

nc(nc5n6[Zn]n3c(nc3nc(nc6c6ccccc56)c5ccccc

35)c2c1)c1ccccc41 

  

Name: 
Mono-Substituted Amphiphilic Zn(II) 

Phthalocyanine Derivative 6 

Method: Fluorescence Microscopy 

References: 442 

Structure: 

C[N+](C)(C)CC(C[N+](C)(C)C)Oc1cccc2c3nc

4nc(nc5n6[Zn]n3c(nc3nc(nc6c6ccccc56)c5cccc

c35)c12)c1ccccc41 

  

Name: NiNc 

Method: Distr.others 

References: 470 

Structure: 

CCCCOc1c2ccccc2c(OCCCC)c2c3nc4[n+]5c(n

c6n7c(nc8[n+]9c(nc(n3[Ni--

]579)c12)c1c(OCCCC)c2ccccc2c(OCCCC)c81)

c1c(OCCCC)c2ccccc2c(OCCCC)c61)c1c(OCC

CC)c2ccccc2c(OCCCC)c41 

  

Name: DB607 

Method: Fluorescence Microscopy 

References: 472 

Structure: COc1ccc(cc1)-c1ccc(o1)-



c1ccc(cc1)C(N)=[NH2+] 

  

Name: 
4-Hydroxymethyl-3- aminoacridine Derivative 

1 

Method: Fluorescence Microscopy 

References: 478 

Structure: Nc1ccc2cc3ccccc3nc2c1CO 

  

Name: 
4-Hydroxymethyl-3- aminoacridine Derivative 

2 

Method: Fluorescence Microscopy 

References: 478 

Structure: CNc1ccc2cc3ccccc3nc2c1CO 

  

Name: 
4-Hydroxymethyl-3- aminoacridine Derivative 

3 

Method: Fluorescence Microscopy 

References: 478 

Structure: CN(C)c1ccc2cc3ccccc3nc2c1CO 

  

Name: O⁶-Benzylguanine-Oregon Green 

Method: Fluorescence Microscopy 

References: 495 

Structure: 

Nc1nc(OCc2ccc(CNC(=O)c3ccc(c(c3)C([O-

])=O)C3=C4C=C(F)C(=O)C=C4Oc4cc(O)c(F)c

c34)cc2)c2nc[nH]c2n1 

  

Name: Eu2(LC3)3 

Method: Fluorescence Microscopy 

References: 499 

Structure: 

COCCOCCOCCn1c-

2nc3cc(Cc4ccc5n(CCOCCOCCOC)c(nc5c4)-

c4cccc(n4)C(=O)O[Eu]456(OC(=O)c7cccc-

2n7)OC(=O)c2cccc(n2)-

c2nc7cc(Cc8ccc9n(CCOCCOCCOC)c(nc9c8)-

c8cccc(n8)C(=O)O4)ccc7n2CCOCCOCCOC)cc

c13.COCCOCCOCCn1c(nc2cc(Cc3ccc4n(CCO

CCOCCOC)c(nc4c3)-

c3cccc(n3)C(=O)O5)ccc12)-

c1cccc(n1)C(=O)O6 

  

Name: Pi-Extended Squaraines Derivative 2a 

Method: Fluorescence Microscopy 

References: 507 

Structure: 

COCCOCCOCn1c(\C=C\c2ccncc2)ccc1C1=C([

O-

])\C(C1=O)=C1/C=CC(\C=C\c2ccncc2)=[N+]/1

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 

Method: Fluorescence Microscopy 

References: Invi. 

Structure: CN(C)c1ccc2cc3ccc(cc3[nH+]c2c1)N(C)C 

  

Name: Fluoxetine 

Localization: 1,2 

Method: Pharmacological Effect 

References: 2, 4, 6 

Structure: 
C[NH2+]CCC(Oc1ccc(cc1)C(F)(F)F)c1ccccc

1 

  

Name: D23107; dihydroethidium (hydroethidine) 

Localization: 2, 3 

Method: Fluorescence Microscopy 

References: 667 

Structure: CCN1C(c2ccccc2)c2cc(N)ccc2-c2ccc(N)cc12 

  

Name: N1142; Nile red 

Localization: 1, 3, 4 

Method: Fluorescence Microscopy 

References: 122 

Structure: 
CCN(CC)c1ccc2N=C3C(Oc2c1)=CC(=O)c1c

cccc31 

  

Name: Quinine 

Localization: 1, 2 

Method: Fluorescence Microscopy/Cell Fractionation 

References: 5, 127; 264 

Structure: 
COc1ccc2nccc(C(O)C3CC4CC[NH+]3CC4C

=C)c2c1 

  

Name: Trifluoperazine (TFP) 

Localization: 1, 2 

Method: Pharmacological Effect 

References: 4 

Structure: 
CN1C=CN(CCCN2c3ccccc3Sc3ccc(cc23)C(F

)(F)F)C=C1 

  



Name: 

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

phenyl- 1,3,5-hexatriene p-toluenesulfonate; 

TMA-DPH 

Localization: 1, 4 

Method: Fluorescence Microscopy 

References: 108 

Structure: 
C[N+](C)(C)c1ccc(cc1)\C=C\C=C\C=C\c1ccc

cc1 

  

Name: H7593; Hexidium iodide 

Localization: 3, 6 

Method: NA 

References: Invi. 

Structure: 
CCCCCC[n+]1c(-

c2ccccc2)c2cc(N)ccc2c2ccc(N)cc12 

  

Name: 
D273; 3,3'-dihexyloxacarbocyanine 

iodideDiOC6(3) 

Localization: 2, 5 

Method: NA 

References: Invi. 

Structure: 
CCCCCCN1\C(Oc2ccccc12)=C\C=C\c1oc2cc

ccc2[n+]1CCCCCC 

  

Name: 
R648MP; rhodamine B, hexyl ester, 

perchlorate (R6) 

Localization: 2, 6 

Method: Fluorescence Microscopy 

References: 677 

Structure: 
CCCCCCOC(=O)c1ccccc1C1=C2C=CC(C=C

2Oc2cc(ccc12)N(CC)CC)=[N+](CC)CC 

  

Name: 

D13951; N-(4,4-difluoro-5,7-dimethyl-4- 

bora-3a,4a-diaza-s-indacene-3- 

pentanoyl)sphingosyl 1-beta-D-lactoside; 

BODIPY® FL C5-lactosylceramide 

Localization: 4, 5 

Method: NA 

References: Invi. 

Structure: 

CCCCCCCCCCCCC\C=C/C(O)C(COC1OC(

CO)C(OC2OC(CO)C(O)C(O)C2O)C(O)C1O)

NC(=O)CCCCc1ccc2C=C3C(C)=CC(C)=[N+

]3[B-](F)(F)n12 

  

Name: Proflavine 

Localization: 1, 3 

Method: Fluorescence Microscopy 

References: 127 

Structure: Nc1ccc2cc3ccc(N)cc3[nH+]c2c1 

  

Name: Euchrysine 

Localization: 1, 3 

Method: Fluorescence Microscopy 

References: 127 

Structure: Cc1cc2c(C)c3cc(C)c(N)cc3[nH+]c2cc1N 

  

Name: Acridine orange R 

Localization: 1, 3 

Method: Fluorescence Microscopy 

References: 127 

Structure: CN(C)c1ccc2cc3cccc(N(C)C)c3nc2c1 

  

Name: BBDX 

Localization: 2, 4 

Method: Fluorescence Microscopy 

References: 55 

Structure: 
CN(C)c1ccc2c(Oc3cc(ccc3C2(O)c2cc(C)c(N(

C)C)c(C)c2)N(C)C)c1 

  

Name: Promethazine 

Localization: 2, 5, 6 

Method: histo 

References: 66 

Structure: CC(CN1c2ccccc2Sc2ccccc12)[NH+](C)C 

  

Name: 

HDAO; 3,6-Bis(dimethylamino)-10-

hexadecylacridinium bromide; acridine orange 

10-hexadecyl bromide 

Localization: 2, 6 

Method: Fluorescence Microscopy 

References: 72 

Structure: 
CCCCCCCCCCCCCCCC[n+]1c2cc(ccc2cc2c

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 

Structure: 

[O-]S(=O)(=O)c1ccc(cc1)-c1c2ccc(n2)c(-

c2ccc(cc2)S([O-])(=O)=O)c2ccc([nH]2)c(-

c2ccc(cc2)S([O-])(=O)=O)c2ccc([nH]2)c(-

c2ccc(cc2)S([O-])(=O)=O)c2ccc1n2 

  

Name: Merocyanine 540 

Localization: 1, 2, 4 

Method: Fluorescence Microscopy 

References: 93 

Structure: 
CCCCN1C(=O)N(CCCC)C(=O)C(=C\C=C\C

=C2/Oc3ccccc3N2CCCS([O-])(=O)=O)C1=O 

  

Name: SnET2 

Localization: 1, 2 

Method: Fluorescence Microscopy 

References: 99 

Structure: 

CCOC(=O)C1=Cc2c3n4c(cc5nc(cc6c(CC)c(C

)c(cc7nc2c(C)c7CC)n6[Sn]4(Cl)Cl)c(C)c5CC)

C(C)C13CC 

  

Name: Curcurmin 

Localization: 3, 4 

Method: Fluorescence Microscopy 

References: 133 

Structure: 
COc1cc(ccc1O)\C=C\C(=O)CC(=O)\C=C\c1c

cc(O)c(OC)c1 

  

Name: Edelfosine 

Localization: 4, 5 

Method: Fluorescence Microscopy 

References: 170 



Structure: 
CCCCCCCCCCCCCCCCCCOCC(COP([O-

])(=O)OCC[N+](C)(C)C)OC 

  

Name: Toluidine Blue 

Localization: 4, 5 

Method: Fluorescence Microscopy 

References: 171 

Structure: 
Cc1cc2N=C3C=CC(C=C3Sc2cc1N)=[N+](C)

C 

  

Name: Levorphanol 

Localization: 2, 3 

Method: Cell Fractionation 

References: 174 

Structure: C[NH+]1CCC23CCCCC2C1Cc1ccc(O)cc31 

  

Name: BODIPY-labeled Polyamide 1 

Localization: 1, 5 

Method: Fluorescence Microscopy 

References: 176 

Structure: 

C[NH+](CCCNC(=O)CCCCCNC(=O)CCC1=

[N+]2C(C=C1)=Cc1c(C)cc(C)n1[B-

]2(F)F)CCCNC(=O)CCNC(=O)c1cc(NC(=O)

c2cc(NC(=O)c3cc(NC(=O)c4cc(NC(=O)CCC

NC(=O)c5cc(NC(=O)c6cc(NC(=O)c7cc(NC(=

O)c8nccn8C)cn7C)cn6C)cn5C)cn4C)cn3C)cn

2C)cn1C 

  

Name: M-129 

Localization: 3, 6 

Method: Fluorescence Microscopy 

References: 173 

Structure: 
CC(CN1c2ccccc2C(=O)c2ccccc12)[NH+](C)

C 

  

Name: Motexafin Gadolinium 

Localization: 1, 2, 5 

Method: Fluorescence Microscopy 

References: 184 

Structure: 

CCO.CCC1=C(CC)/C2=C/C3=N/C(=C\N=C4

\C=C(OCCOCCOCCOC)C(OCCOCCOCCO

C)=C\C\4=N\C=C4/N=C(/C=C\1N2[Gd]([O-

])OC(C)=O)C(CCCO)=C/4C)/C(C)=C3CCCO 

  

Name: HB; Hypocrellin B 

Localization: 1, 4 

Method: Fluorescence Microscopy 

References: 186 

Structure: 

COC1=CC(=O)c2c(O)c(OC)c3CC(C)=C(C(C

)=O)c4c(OC)c(O)c5C(=O)C=C(OC)c6c1c2c3

c4c56 

  

Name: HBEA-R1; Ethanolaminated HB  

Localization: 1, 4 

Method: Fluorescence Microscopy 

References: 186 

Structure: 

COC1=CC(=O)c2c(NCCO)c(OC)c3CC(C)=C

(C(C)=O)c4c(OC)c(NCCO)c5C(=O)C=C(OC)

c6c1c2c3c4c56 

  

Name: HBBA-R2; Butylaminated HB 

Localization: 4, 5 

Method: Fluorescence Microscopy 

References: 186 

Structure: 

CCCCNc1cc(OC)c2c3c1C(=O)C(OC)=C1CC

(C)=C(C(C)=O)C4=C(OC)C(=O)c5c(NCCCC

)cc(OC)c2c5c4c31 

  

Name: BPD-MA 

Localization: 2, 3 

Method: Fluorescence Microscopy 

References: 210 

Structure: 

CCOC(=O)C1C(=CC=C2c3cc4[nH]c(cc5nc(c

c6[nH]c(cc(n3)C12C)c(C=C)c6C)c(C)c5CCC

([O-])=O)c(CCC([O-])=O)c4C)C(=O)OCC 

  

Name: Guanidine Porphyrin 

Localization: 1, 2, 5 

Method: Fluorescence Microscopy 

References: 211 

Structure: 

NC(N)=Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-c2ccccc2)c2ccc1[nH]2 

  

Name: Biguanidine Porphyrin 

Localization: 1, 2 

Method: Fluorescence Microscopy 

References: 211 

Structure: 

N[C+](N)\N=C(/N)Nc1ccc(cc1)-

c1c2ccc(n2)c(-c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-c2ccccc2)c2ccc1[nH]2 

  

Name: Pc4 

Localization: 2, 5 

Method: Fluorescence Microscopy 

References: 214 

Structure: 

NC1=NC(=O)N(C=C1)C1OC(COP([O-

])(=O)OC2C(O)C(COP([O-

])(=O)OC3C(O)C(COP([O-

])(=O)OC4C(O)C(COP([O-])([O-

])=O)OC4N4C=CC(N)=NC4=O)OC3N3C=C

C(N)=NC3=O)OC2N2C=CC(N)=NC2=O)C(

O)C1O 

  

Name: Zn-BC-AM 

Localization: 2, 5 

Method: Fluorescence Microscopy 

References: 216 

Structure: 

CCc1c(CC)c2cc3c(CC)c(CC)c4n3[Zn]n3c(cc5

nc6c(cc(cc46)[C+](N)N)C5(CC)CC)c(CC)c(C

C)c3cc1n2 

  

Name: PPME 

Localization: 1, 5, 6 

Method: Fluorescence Microscopy 

References: 222 

Structure: 

CCc1c(C)c2cc3[nH]c(cc4nc(C(CCC(=O)OC)

C4C)c4CC(=O)C5C(C)c(cc1n2)[nH]c45)c(C)

c3C=C 

  



Name: CIBC Derivative 3 

Localization: 4, 5 

Method: Fluorescence Microscopy 

References: 227 

Structure: 

CCC1C(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(OC)C(=O)c5c(C)c(cc1n

2)[nH]c45)c(C)c3C(C)OCCOCCO 

  

Name: CIBC Derivative 4 

Localization: 4, 5 

Method: Fluorescence Microscopy 

References: 227 

Structure: 

CCC1C(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(OC)C(=O)c5c(C)c(cc1n

2)[nH]c45)c(C)c3C(C)OCCOCCOCCO 

  

Name: CIBC Derivative 6 

Localization: 4, 5 

Method: Fluorescence Microscopy 

References: 227 

Structure: 

CCC1C(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(OC)C(=O)c5c(C)c(cc1n

2)[nH]c45)c(C)c3C(C)OCCOC 

  

Name: CIBC Derivative 8 

Localization: 4, 5 

Method: Fluorescence Microscopy 

References: 227 

Structure: 

CCC1C(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(N(C)C)C(=O)c5c(C)c(c

c1n2)[nH]c45)c(C)c3C(C)=O 

  

Name: CIBC Derivative 9 

Localization: 4, 5 

Method: Fluorescence Microscopy 

References: 227 

Structure: 

CCC1C(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(N)C(=O)c5c(C)c(cc1n2

)[nH]c45)c(C)c3C(C)=O 

  

Name: CIBC Derivative 11 

Localization: 4, 5 

Method: Fluorescence Microscopy 

References: 227 

Structure: 

CCC1C(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(NC(=O)c5cc[n+](C)cc5

)C(=O)c5c(C)c(cc1n2)[nH]c45)c(C)c3C(C)=

O 

  

Name: 
CICD Derivative 1; 13,15-N-cycloimide 

Derivatives of Chlorin p6 

Localization: 2, 5 

Method: Fluorescence Microscopy 

References: 86 

Structure: 

CCc1c(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(CCCO)C(=O)c5c(C)c(c

c1n2)[nH]c45)c(C)c3C=C 

  

Name: 
CICD Derivative 2; 13,15-N-cycloimide 

Derivatives of Chlorin p7 

Localization: 2, 5 

Method: Fluorescence Microscopy 

References: 86 

Structure: 

CCc1c(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(CCO)C(=O)c5c(C)c(cc

1n2)[nH]c45)c(C)c3C=C 

  

Name: 
CICD Derivative 3; 13,15-N-cycloimide 

Derivatives of Chlorin p8 

Localization: 2, 5 

Method: Fluorescence Microscopy 

References: 86 

Structure: 

CCc1c(C)c2cc3[nH]c(cc4nc(C(CCC([O-

])=O)C4C)c4C(=O)N(OC(C)=O)C(=O)c5c(C)

c(cc1n2)[nH]c45)c(C)c3C=C 

  

Name: 
CICD Derivative 4; 13,15-N-cycloimide 

Derivatives of Chlorin p9 

Localization: 2, 5 

Method: Fluorescence Microscopy 

References: 86 

Structure: 

CCc1c(C)c2cc3[nH]c(cc4nc(C(CCC(=O)OC)

C4C)c4C(=O)N([O-

])C(=O)c5c(C)c(cc1n2)[nH]c45)c(C)c3C=C 

  

Name: Pyropheophorbide-a Derivative 8 

Localization: 1, 2 

Method: Fluorescence Microscopy 

References: 92 

Structure: 

CCCCCCCCOC(C)c1c(C)c2cc3nc(C(CCC([O

-

])=O)C3C)c3CC(=O)c4c(C)c(cc5nc(cc1[nH]2

)c(C)c5CC)[nH]c34 

  

Name: Pyropheophorbide-a Derivative 10 

Localization: 1, 2 

Method: Fluorescence Microscopy 

References: 92 

Structure: 

CCCCCCCCCCOC(C)c1c(C)c2cc3nc(C(CCC

([O-

])=O)C3C)c3CC(=O)c4c(C)c(cc5nc(cc1[nH]2

)c(C)c5CC)[nH]c34 

  

Name: Pyropheophorbide-a Derivative 12 

Localization: 1, 2 

Method: Fluorescence Microscopy 

References: 92 

Structure: 

CCCCCCCCCCCCOC(C)c1c(C)c2cc3nc(C(C

CC([O-

])=O)C3C)c3CC(=O)c4c(C)c(cc5nc(cc1[nH]2

)c(C)c5CC)[nH]c34 

  

Name: MPPa; Pyropheophorbide-a methyl ester 

Localization: 1, 2, 3, 5 

Method: Fluorescence Microscopy 

References: 94 

Structure: 

CCc1c(C)c2cc3[nH]c(cc4nc(C(CCC(=O)OC)

C4C)c4CC(=O)c5c(C)c(cc1n2)[nH]c45)c(C)c

3C=C 

  



Name: 
CAME (Chlorin e6 triacetoxymethyl ester) 

(Lysosomes) 

Localization: 1, 2 

Method: Fluorescence Microscopy 

References: 98 

Structure: 

CCc1c(C)c2cc3[nH]c(cc4nc(C(CCC(=O)OCO

C(C)=O)C4C)c(CC(=O)OCOC(C)=O)c4nc(cc

1[nH]2)c(C)c4C(=O)OCOC(C)=O)c(C)c3C=

C 

  

Name: Deuteroporphyrin 

Localization: 4, 6 

Method: Fluorescence Microscopy 

References: 125 

Structure: 
Cc1cc2cc3nc(cc4[nH]c(cc5[nH]c(cc5C)cc1n2

)c(C)c4CCC([O-])=O)c(CCC([O-])=O)c3C 

  

Name: Thiamine 

Localization: 1, 3 

Method: Fluorescence Microscopy 

References: 238 

Structure: Cc1ncc(C[n+]2csc(CCO)c2C)c(N)n1 

  

Name: F-DDP 

Localization: 1, 5 

Method: Fluorescence Microscopy 

References: 240 

Structure: 

Oc1ccc2C(C3C=CC(=O)C=C3Oc2c1)c1ccc(c

c1C([O-])=O)C(=O)NCC1C[NH2+][Pt--

](Cl)(Cl)N1 

  

Name: Grepafloxacin 

Localization: 3, 4  

Method: Fluorescence Microscopy 

References: 242 

Structure: 
CC1CN(CC[NH2+]1)c1cc2N(C=C(C([O-

])=O)C(=O)c2c(C)c1F)C1CC1 

  

Name: Distamycin Analogue 10 

Localization: 2, 6 

Method: Fluorescence Microscopy 

References: 258 

Structure: 

C[NH+](C)CCCNC(=O)c1cc(NC(=C)c2cc(N

C(=O)c3cc(NC=O)cn3C)cn2CCNC(=O)OC2c

3ccccc3-c3ccccc23)cn1C 

  

Name: Purpurinimide Carbohydrate Conjugate 3 

Localization: 1, 5 

Method: Fluorescence Microscopy 

References: 263 

Structure: 

CCCCCCN1C(=O)c2c(C)c3cc4nc(cc5[nH]c(c

c6nc(C(CCC(=O)OC)C6C)c(C1=O)c2[nH]3)c

(C)c5C)c(COC1OC(CO)C(OC2OC(CO)C(O)

C(O)C2O)C(O)C1O)c4CC 

  

Name: Fluoromycin 

Localization: 3, 6 

Method: Fluorescence Microscopy 

References: 279 

Structure: CC(O)C(NC(=O)CC(O)C(C)NC(=O)C(NC(=

O)c1nc(nc(N)c1C)C(CC(N)=O)NCC([NH3+])

C(N)=O)C(OC1OC(CO)C(O)C(O)C1OC1OC

(CO)C(O)C(OC(N)=O)C1O)c1c[nH]cn1)C(=

O)NC(OC1OC(C)C([NH3+])C(O)C1O)C(O)c

1nc(cs1)-c1nc(cs1)C(=O)NCCCCNC(=S)[N-

]F 

  

Name: TMR-Se 

Localization: 3, 6 

Method: Fluorescence Microscopy 

References: 295 

Structure: 
CN(C)c1ccc2c([Se]C3=CC(C=CC3=C2c2ccc

cc2)=[N+](C)C)c1 

  

Name: 8-oxoguanine 

Localization: 2, 3 

Method: Fluorescence Microscopy 

References: 296 

Structure: NC1=NC(=O)C2=NC(=O)N=C2N1 

  

Name: 
TMPyP; meso-tetra(4-N-

methylpyridyl)porphyrin 

Localization: 1, 3 

Method: Fluorescence Microscopy 

References: 299 

Structure: 

C[n+]1ccc(cc1)-c1c2ccc(n2)c(-

c2cc[n+](C)cc2)c2ccc([nH]2)c(-

c2cc[n+](C)cc2)c2ccc([nH]2)c(-

c2cc[n+](C)cc2)c2ccc1n2 

  

Name: PF-TMRos 

Localization: 1, 2 

Method: Fluorescence Microscopy 

References: 306 

Structure: 
CN(C)c1ccc2c(OC3=CC(C=CC3=C2c2c(F)c(

F)c(F)c(F)c2F)=[N+](C)C)c1 

  

Name: 

PEG-HPPt; diammine{7,12-bis[1-

(polyethyleneglycol-750-monomethylether-1-

yl)ethyl]-3,8,13,17-2,18-

dipropionato}platinum(II)tetramethylporphyri

n- 

Localization: 4, 5 

Method: Fluorescence Microscopy 

References: 313 

Structure: 

COCCOCCOCCOCCOCCOCCOCCOCCOC

COCCOCCOCCOCCOCCOCCOCCOCCOC

(C)c1c(C)c2cc3[nH]c(cc4nc5cc6[nH]c(cc1n2)

c(C)c6CCC(=O)O[Pt--

](N)(N)OC(=O)Cc5c4C)c(C)c3C(C)OCCOC

COCCOCCOCCOCCOCCOCCOCCOCCOC

COCCOCCOCCOCCOCCOCCOC 

  

Name: 

PEG-HP; 7,12-bis[1-(polyethyleneglycol-750-

monomethylether-1-yl)ethyl]-3,8,13,17-

tetramethylporphyrin-2,18-dipropionic acid 

Localization: 4, 5 

Method: Fluorescence Microscopy 

References: 313 

Structure: COCCOCCOCCOCCOCCOCCOCCOCCOC



COCCOCCOCCOCCOCCOCCOCCOCCOC

(C)c1c(C)c2cc3[nH]c(cc4nc(cc5[nH]c(cc1n2)

c(C)c5CCC([O-])=O)c(CC([O-

])=O)c4C)c(C)c3C(C)OCCOCCOCCOCCOC

COCCOCCOCCOCCOCCOCCOCCOCCOC

COCCOCCOCCOC 

  

Name: DEHP 

Localization: 2, 5 

Method: histo 

References: 322 

Structure: 
CCCCC(CC)COC(=O)c1ccccc1C(=O)OCC(C

C)CCCC 

  

Name: C1311 

Localization: 1, 3 

Method: Fluorescence Microscopy 

References: 326 

Structure: 
CC[NH+](CC)CCNc1ccc2ncn3-

c4ccc(O)cc4C(=O)c1c23 

  

Name: RP 38422 

Localization: 1, 3 

Method: Cell Fractionation 

References: 331 

Structure: 

COC(=O)CSCC(=O)C1(O)CC(OC2CC([NH3

+])C(O)C(C)O2)c2c(O)c3C(=O)c4c(OC)cccc

4C(=O)c3c(O)c2C1 

  

Name: RP 21080 

Localization: 1, 3 

Method: Cell Fractionation 

References: 331 

Structure: 
COc1cccc2C(=O)c3c(O)c4CC(O)(CC(OC5C

CCC([NH3+])C5)c4c(O)c3C(=O)c12)C(C)=O 

  

Name: SnEBC 

Localization: 1, 4 

Method: Pharmacological Effect 

References: 332 

Structure: 

CCc1c(C)c2cc3c(CC)c(C)c4n3[SnH2]n3c(cc1

n2)c(C)c(CC)c3cc1nc2c(cc(cc42)S([O-

])(=O)=O)C1(C)CC 

  

Name: Porphyrin-Retinamide Derivative 4 

Localization: 1, 5 

Method: Fluorescence Microscopy 

References: 352 

Structure: 

CC(\C=C\C1=C(C)CCCC1(C)C)=C/C=C/C(C

)=C/C(=O)NCCOCCOCCOCCOCCOCCOC

COCCNC(=O)COCC(=O)Nc1ccc(cc1)C1=C2

\C=CC(=N\2)/C(c2ccccc2)=C2NC(/C=C\2)=C

(c2ccccc2)\C2=N\C(/C=C2)=C(/C2[NH2+]C\

1C=C2)c1ccccc1 

  

Name: Porphyrin-Retinamide Derivative 5 

Localization: 1, 5 

Method: Fluorescence Microscopy 

References: 352 

Structure: CC(\C=C\C1=C(C)CCCC1(C)C)=C/C=C\C(C

)=C/C(=O)NCCOCCOCCOCCOCCOCCOC

COCCNC(=O)COCC(=O)Nc1ccc(cc1)C1=C2

\C=CC(=N\2)/C(c2ccccc2)=C2NC(/C=C\2)=C

(c2ccccc2)\C2=N\C(/C=C2)=C(/C2[NH2+]C\

1C=C2)c1ccccc1 

  

Name: Porphyrin-Peptide Conjugate 2 

Localization: 1, 5 

Method: Fluorescence Microscopy 

References: 378 

Structure: 

CC(C)C(NC(=O)C(CCCC[NH3+])NC(=O)C(

CCCNC(N)=[NH2+])NC(=O)C(CCCC[NH3+

])NC(=O)C(CCCC[NH3+])NC(=O)C(CCCC[

NH3+])NC(=O)C1CCCN1C(=O)C1CCCN1C

(=O)C(C)NC(=O)COCCOCCOCCOCCOCC

OCCNC(=O)COCC(=O)Nc1ccc(cc1)-

c1c2ccc(n2)c(-c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccccc2)c2ccc1[nH]2)C(=O)NC(CCC([O-

])=O)C(=O)NC(CC([O-

])=O)C(=O)N1CCCC1C(=O)NC(CCCNC(N)

=[NH2+])C(=O)NC(CCCC[NH3+])C(=O)NC

(CCCC[NH3+])C(=O)NC(CCCNC(N)=[NH2

+])C(=O)NC(CCCNC(N)=[NH2+])C(=O)NC(

CCC(N)=O)C(=O)NC(CCCNC(N)=[NH2+])

C(=O)NC(CCCNC(N)=[NH2+])C(=O)NC(C

CCNC(N)=[NH2+])C(=O)N1CCCC1C(=O)N

1CCCC1C(=O)NC(CCC(N)=O)C(=O)NCC([

O-])=O 

  

Name: Si(sol)2PC 

Localization: 4, 6 

Method: Fluorescence Microscopy 

References: 379 

Structure: 

CC1(C)OCC(CO[Si]2(OCC3COC(C)(C)O3)

N3C4\N=C5/N=C(/N=C6\N2\C(=N/C2=N/C(

=N\C3c3ccccc43)c3ccccc23)c2ccccc62)c2ccc

cc52)O1 

  

Name: PS6A 

Localization: 1, 2, 5 

Method: Fluorescence Microscopy 

References: 400 

Structure: 

CCCc1cc2cc3[nH]c(cc4nc(cc4CCC)cc4[nH]c(

cc4CCC)cc1n2)c(c3CCC)S(=O)(=O)N(C)CC

CCCC[N+](C)(C)C 

  

Name: PEG-Functionalized meso-TPP Conjugate 6 

Localization: 2, 5 

Method: Fluorescence Microscopy 

References: 393 

Structure: 

[O-

]C(=O)COCCOCCOCCOCCOCCOCCNC(=

O)COCC(=O)Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-c2ccccc2)c2ccc1[nH]2 

  

Name: PEG-Functionalized meso-TPP Conjugate 7 

Localization: 2, 5 

Method: Fluorescence Microscopy 

References: 393 



Structure: 

[O-

]C(=O)COCCOCCOCCOCCOCCOCCNC(=

O)COCC(=O)Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccccc2)c2ccc(n2)c(-

c2ccc(NC(=O)COCC(=O)NCCOCCOCCOC

COCCOCCOCC([O-])=O)cc2)c2ccc1[nH]2 

  

Name: PEG-Functionalized meso-TPP Conjugate 8 

Localization: 1, 2 

Method: Fluorescence Microscopy 

References: 393 

Structure: 

[O-

]C(=O)COCCOCCOCCOCCOCCOCCNC(=

O)COCC(=O)Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccccc2)c2ccc([nH]2)c(-

c2ccc(NC(=O)COCC(=O)NCCOCCOCCOC

COCCOCCOCC([O-])=O)cc2)c2ccc(n2)c(-

c2ccc(NC(=O)COCC(=O)NCCOCCOCCOC

COCCOCCOCC([O-])=O)cc2)c2ccc1[nH]2 

  

Name: PEG-Functionalized meso-TPP Conjugate 9 

Localization: 1, 2 

Method: Fluorescence Microscopy 

References: 393 

Structure: 

[O-

]C(=O)COCCOCCOCCOCCOCCOCCNC(=

O)COCC(=O)Nc1ccc(cc1)-c1c2ccc(n2)c(-

c2ccc(NC(=O)COCC(=O)NCCOCCOCCOC

COCCOCCOCC([O-

])=O)cc2)c2ccc([nH]2)c(-

c2ccc(NC(=O)COCC(=O)NCCOCCOCCOC

COCCOCCOCC([O-])=O)cc2)c2ccc(n2)c(-

c2ccc(NC(=O)COCC(=O)NCCOCCOCCOC

COCCOCCOCC([O-])=O)cc2)c2ccc1[nH]2 

  

Name: SNAFR-1 

Localization: 2, 3, 5 

Method: Fluorescence Microscopy 

References: 417 

Structure: 
Oc1ccc2c(OC3=CC=C4C(=O)C=CC=C4C3=

C2c2ccccc2)c1 

  

Name: TPYR-PP 

Localization: 4, 6 

Method: Fluorescence Microscopy 

References: 436 

Structure: 

CCCCCCCCCCCCCCCCOc1ccc(cc1)-

c1c2ccc(n2)c(-c2ccncc2)c2ccc([nH]2)c(-

c2ccncc2)c2ccc(n2)c(-c2ccncc2)c2ccc1[nH]2 

  

Name: C16-TTP 

Localization: 4, 6 

Method: Fluorescence Microscopy 

References: 436 

Structure: 

CCCCCCCCCCCCCCCCOc1ccc(cc1)-

c1c2ccc(n2)c(-c2ccc(C)cc2)c2ccc([nH]2)c(-

c2ccc(C)cc2)c2ccc(n2)c(-

c2ccc(C)cc2)c2ccc1[nH]2 

  

Name: Berberine 

Localization: 2, 3, 6 

Method: Fluorescence Microscopy 

References: 473 

Structure: 
COc1ccc2cc3-

c4cc5OCOc5cc4CC[n+]3cc2c1OC 

  

Name: CO-1 

Localization: 1, 3 

Method: Fluorescence Microscopy 

References: 474 

Structure: 
CN1C(=O)C=C2c3ccccc3C(=O)c3c(NCC[NH

+](C)C)ccc1c23 

  

Name: CO-3 

Localization: 1, 4 

Method: Fluorescence Microscopy 

References: 474 

Structure: 
CN1C(=O)C=C2c3ccccc3C(=O)c3c(NCCC[N

H+](C)C)ccc1c23 

  

Name: CO-4 

Localization: 1, 5 

Method: Fluorescence Microscopy 

References: 474 

Structure: 
CC[NH2+]CCNc1ccc2N(C)C(=O)C=C3c4ccc

cc4C(=O)c1c23 

  

Name: CO-5 

Localization: 1, 6 

Method: Fluorescence Microscopy 

References: 474 

Structure: 
CC[NH+](CC)CCNc1ccc2N(C)C(=O)C=C3c

4ccccc4C(=O)c1c23 

  

Name: CO-6 

Localization: 1, 3 

Method: Fluorescence Microscopy 

References: 474 

Structure: 
CN1C(=O)C=C2c3ccccc3C(=O)c3c(NCC[NH

2+]CCO)ccc1c23 

  

Name: CO-7 

Localization: 1, 3 

Method: Fluorescence Microscopy 

References: 474 

Structure: 
CN1C(=O)C=C2c3ccccc3C(=O)c3c(NCC[NH

3+])ccc1c23 

  

Name: 
4-Hydroxymethyl-3- aminoacridine Derivative 

13 

Localization: 3, 6 

Method: Fluorescence Microscopy 

References: 478 

Structure: CCOC(=O)Nc1ccc2cc3ccc(N)c(CO)c3nc2c1 

  

Name: Polyamide-Bodipy FL Conjugate 1 

Localization: 3, 6 

Method: Fluorescence Microscopy 

References: 480 

Structure: C[NH+](C)CCCNC(=O)CCNC(=O)c1cc(NC(



=O)c2cc(NC(=O)c3cc(NC(=O)c4cc(NC(=O)C

CCNC(=O)c5cc(NC(=O)c6cc(NC(=O)c7cc(N

C(=O)c8nccn8C)cn7CCCNC(=O)CCC7=[N+]

8C(C=C7)=Cc7c(C)cc(C)n7[B-

]8(F)F)cn6C)cn5C)cn4C)cn3C)cn2C)cn1C 

  

Name: Polyamide-Bodipy FL Conjugate 2 

Localization: 3, 6 

Method: Fluorescence Microscopy 

References: 480 

Structure: 

C[NH+](C)CCCNC(=O)CCNC(=O)c1cc(NC(

=O)c2cc(NC(=O)c3cc(NC(=O)c4cc(NC(=O)C

CCNC(=O)c5cc(NC(=O)c6cc(NC(=O)c7nc(N

C(=O)c8nccn8C)cn7C)cn6CCCNC(=O)CCC6

=[N+]7C(C=C6)=Cc6c(C)cc(C)n6[B-

]7(F)F)cn5C)cn4C)cn3C)cn2C)cn1C 

  

Name: Polyamide-Bodipy FL Conjugate 3 

Localization: 3, 6 

Method: Fluorescence Microscopy 

References: 480 

Structure: 

C[NH+](C)CCCNC(=O)CCNC(=O)c1cc(NC(

=O)c2nc(NC(=O)CCNC(=O)c3cc(NC(=O)c4n

c(NC(=O)CCCNC(=O)c5cc(NC(=O)c6nc(NC

(=O)CCNC(=O)c7cc(NC(=O)c8nccn8C)cn7C

CCNC(=O)CCC7=[N+]8C(C=C7)=Cc7c(C)cc

(C)n7[B-

]8(F)F)cn6C)cn5C)cn4C)cn3C)cn2C)cn1C 

  

Name: Vecuronium 

Localization: 2, 3 

Method: Cell Fractionation 

References: 485 

Structure: 

CC(=O)OC1CC2CCC3C4CC(C(OC(C)=O)C

4CCC3C2(C)CC1[NH+]1CCCCC1)[N+]1(C)

CCCCC1 

  

Name: Org 6368 

Localization: 2, 3 

Method: Cell Fractionation 

References: 485 

Structure: 
CC(=O)OC1CC2CCC3C4CC(CC4CCC3C2(

C)CC1[N+]1(C)CCCCC1)[N+]1(C)CCCCC1 

  

Name: Pancuronium 

Localization: 1, 2 

Method: Cell Fractionation 

References: 485 

Structure: 
CC(=O)OC1CC2CCC3C4CC(C(OC(C)=O)C

4CCC3C2(C)CC1[N+]1(C)CCCCC1)[N+]1(C

)CCCCC1 

  

Name: Ageladine A 

Localization: 1, 4 

Method: Fluorescence Microscopy 

References: 488 

Structure: 
Nc1[nH]c2cc(ncc2[nH+]1)-

c1cc(Br)c(Br)[nH]1 

  

Name: Dimethyl-PEPEP 

Localization: 2, 3 

Method: Fluorescence Microscopy 

References: 502 

Structure: 
Cn1c(ccc1\C=C\c1cc[n+](C)cc1)\C=C\c1cc[n

+](C)cc1 

  

Name: Chlorin 1 

Localization: 1, 2, 5 

Method: Fluorescence Microscopy 

References: 540 

Structure: 

OC1C(O)c2nc1c(-c1ccccc1)c1ccc([nH]1)c(-

c1ccccc1)c1ccc(n1)c(-

c1ccccc1)c1ccc([nH]1)c2-c1ccccc1 

  

Name: Chlorin 3 

Localization: 1, 2 

Method: Fluorescence Microscopy 

References: 540 

Structure: 

OC1C(O)c2nc1c(-

c1cccc(O)c1)c1ccc([nH]1)c(-

c1cccc(O)c1)c1ccc(n1)c(-

c1cccc(O)c1)c1ccc([nH]1)c2-c1cccc(O)c1 

  

Name: Chlorin 4 

Localization: 1, 2 

Method: Fluorescence Microscopy 

References: 540 

Structure: 

COc1cccc(c1)-c1c2nc(C(O)C2O)c(-

c2cccc(OC)c2)c2ccc([nH]2)c(-

c2cccc(OC)c2)c2ccc(n2)c(-

c2cccc(OC)c2)c2ccc1[nH]2 

  

Name: HDAO 

Localization: 2, 6 

Method: Fluorescence Microscopy 

References: 72 

Structure: 
CCCCCCCCCCCCCCCC[N+]1=C2C=C(C=

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

 

 

 

 

 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

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

 

Reported subcellular 

localization site 

No. of 

molecules 
% 

No. of 

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. 
 

Experimental 

Methods 
 Count Percentage (%) 

Pharmacological 

effects 
  171 17.68 

Chemical analysis 
Uptake/binding 

experiments 
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. 

 

ID Chemical Structure 

1 

P(OC1[C@@H](O[C@H](n2c3cc(C)c(cc3nc2)C)C1

O)CO)(OC(CNC(=O)CC[C@]1(/C=2/NC([C@@]3(

N=C([C@@H](CCC(=O)N)[C@@]3(CC(=O)N)C)\C

(=C\3/N=C(\C=C\4/N=C([C@@H](CCC(=O)N)C/4(

C)C)\C=2\C)[C@@H](CCC(=O)N)[C@@]/3(CC(=O

)N)C)\C)C)[C@@H]1CC(=O)N)C)C)(=O)[O-] 

2 O=C([O-])[C@@H]([NH3+])Cc1[nH]cnc1 

3 
[S+](C[C@H]1O[C@@H](n2c3ncnc(N)c3nc2)[C@H

](O)[C@@H]1O)(CC[C@H]([NH3+])C(=O)[O-])C 

4 O=C([O-])[C@@H]([NH3+])Cc1ccccc1 

5 O=C(N)CC[C@H]([NH3+])C(=O)[O-] 

6 
P(OC[C@H]1O[C@@H](n2c3ncnc(N)c3nc2)[C@H]

(O)[C@@H]1O)(=O)([O-])[O-] 

7 

OC1CC(C)(C)C(\C=C\C(=C\C=C\C(=C\C=C\C=C(\C

=C\C=C(\C=C\C2C(CC(O)C=C2C)(C)C)/C)/C)\C)\C)

=C(C1)C 

8 O=C([O-])CCC(=O)[O-] 

9 O=C([O-])CC[C@H]([NH3+])C(=O)[O-] 

10 O=C([O-])C[NH3+] 

11 Oc1c(C=O)c(cnc1C)CO 

12 s1c[n+](Cc2cnc(nc2N)C)c(C)c1CCO 

13 
O(C(=O)C(NC(=O)C([NH3+])CC(=O)[O-

])Cc1ccccc1)C 

14 [nH]1c2c(ncnc2N)nc1 

15 Clc1ccc(cc1)C(CC(=O)[O-])C[NH3+] 

16 O(CC(O)C[NH2+]C(C)C)c1ccc(cc1)CCC(OC)=O 

17 [NH3+]C(Cc1ccccc1)(C)C 

18 
S1C(Cc2ccc(OCC3(Oc4c(CC3)c(C)c(O)c(C)c4C)C)c

c2)C(=O)[N-]C1=O 

19 

O1[C@H](CC)[C@](O)(C)[C@H](O)[C@@H](C)C(

=O)[C@@H](C[C@](O)(C)[C@H](O[C@@H]2O[C

@@H](C[C@H]([NH+](C)C)[C@H]2O)C)[C@@H]



(C)[C@H](O[C@@H]2O[C@@H](C)[C@H](O)[C

@](OC)(C2)C)[C@@H](C)C1=O)C 

20 O(C)c1ccc(OC)cc1C(O)CNC(=O)C[NH3+] 

21 
O(C(=O)C(O)(C1CCCCC1)c1ccccc1)CC[N+](CC)(C

C)C 

22 

S(=O)([O-

])(=NC(=O)NC1CCC(CC1)C)c1ccc(cc1)CCNC(=O)

N1CC(C)=C(CC)C1=O 

23 Clc1cc2NC(N(S(=O)(=O)c2cc1S(=O)(=O)N)C)CCl 

24 
O1CC[NH2+]C[C@H]1[C@@H](Oc1ccccc1OCC)c1

ccccc1 

25 Oc1ccc(N)cc1C(=O)[O-] 

26 O=C1NC(=O)[N-]C1(c1ccccc1)c1ccccc1 

27 

Clc1c2c(C([O-

])=C3[C@H](C[C@@H]4[C@@](O)(C(=O)\C(=C(/

O)\N)\C(=O)[C@H]4N(C)C)C3=O)[C@@]2(O)C)c(

O)cc1 

28 Clc1ccccc1C(n1ccnc1)(c1ccccc1)c1ccccc1 

29 O=C([O-])C 

30 S(=O)(=O)(N)c1ccc(N)cc1 

31 Clc1c2CN3C(=NC(=O)[CH-]3)Nc2ccc1Cl 

32 ClC(=C(c1ccc(OC)cc1)c1ccc(OC)cc1)c1ccc(OC)cc1 

33 Ic1c(C(=O)[O-])c(I)c(NC(=O)C)c(I)c1NC(=O)C 

34 

S1[C@H]2N(C(C(=O)[O-

])=C(C1)CSc1nnnn1C)C(=O)[C@@]2(OC)NC(=O)C

SCC#N 

35 

O1[C@H](C)[C@@H](N[C@H]2C=C(CO)[C@H](O

)[C@H](O)[C@H]2O)[C@H](O)[C@@H](O)[C@H]

1O[C@H]1[C@H](O)[C@@H](O)[C@H](O[C@@H

]1CO)O[C@H]1[C@H](O)[C@@H](O)[C@@H](O[

C@@H]1CO)O 

36 
O1[C@@H]2[C@]34[C@H]([C@H]([NH+](CC3)C)

Cc3c4c1c(O)cc3)C=C[C@@H]2O 

37 O=C1N=C(Nc2n(cnc12)CCC(CO)CO)N 

38 

Clc1cccc(F)c1-

c1noc(C)c1C(=O)N[C@H]1[C@H]2SC(C)(C)[C@@

H](N2C1=O)C(=O)[O-] 

39 O=C1N(C)C(=O)N(C)C(=O)C1(C(CC)C)CC=C 

40 Clc1ccc(cc1S(=O)(=O)N)C1(O)NC(=O)c2c1cccc2 

41 O=C1NC(=O)NC(=O)C1(C(CCC)C)CC 

42 

O=C1NC[C@H]([NH3+])C(=O)[N-

][C@@H](CO)C(=O)N[C@@H](CNC(=O)C[C@@

H]([NH3+])CCC[NH3+])C(=O)N\C(=C\NC(=O)N)\C

(=O)NC1[C@@H]1NC(=[NH+]CC1)N 

43 
Clc1cc(Nc2ncnc3c2cc(OCCCN2CCOCC2)c(OC)c3)c

cc1F 

44 

O1[C@](NC(=O)[C@@H]2C[C@H]3[C@H]([NH+]

(C2)C)Cc2c4c3cccc4[nH]c2)(C)C(=O)N2[C@@H](C

c3ccccc3)C(=O)N3[C@@H](CCC3)[C@]12O 

45 o1c(ccc1[N+](=O)[O-])\C=N\NC(=O)N 

46 [NH2+](CCCC1c2c(C=Cc3c1cccc3)cccc2)C 

47 O1C(C)(C)C(=O)N(C)C1=O 

48 
OC[C@@H](NC(=O)[C@@H]1C=C2[C@H]([NH+]

(C1)C)Cc1c3c2cccc3[nH]c1)CC 

49 
Clc1ccc(cc1)C(N1CC[NH+](CC1)Cc1ccc(cc1)C(C)(

C)C)c1ccccc1 

50 

s1cc(nc1N)/C(=N\OC(C(=O)[O-

])(C)C)/C(=O)N[C@H]1[C@@H](N(S(=O)(=O)[O-

])C1=O)C 

51 
O(CCCCC)c1ccc(cc1)-c1ccc(cc1)-

c1ccc(cc1)C(=O)N[C@H]1C[C@@H](O)[C@@H](

O)NC(=O)[C@H]2N(C[C@H](C)[C@@H]2O)C(=O

)[C@@H](NC(=O)[C@@H](NC(=O)[C@H]2N(C[C

@H](O)C2)C(=O)[C@@H](NC1=O)[C@H](O)C)[C

@H](O)[C@@H](O)c1ccc(O)cc1)[C@H](O)C 

52 Oc1cc(ccc1O)[C@@H](O)C[NH3+] 

53 O(CC(CCC)(COC(=O)N)C)C(=O)N 

54 
S1c2c(N(c3c1cccc3)CCCN1CC[NH+](CC1)C)cc(SC

C)cc2 

55 
Clc1ccccc1C1C(C(OCC)=O)=C(NC(C)=C1C(OC)=O

)COCC[NH3+] 

56 [nH+]1c2c(CCCC2)c(N)c2c1cccc2 

57 n1c(N)c2nc(-c3ccccc3)c(nc2nc1N)N 

58 

Cl[C@@]12[C@H]([C@@H]3C[C@H](C)[C@](O)(

C(=O)CO)[C@]3(C[C@@H]1O)C)CCC1=CC(=O)C

=C[C@@]12C 

59 Brc1ccc(cc1)[C@H](CC[NH+](C)C)c1ncccc1 

60 
Brc1ccc(OC)c(C(=O)NC[C@H]2[NH+](CCC2)CC)c

1OC 

61 

S1[C@H]2N([C@@H](C(=O)[O-

])C1(C)C)C(=O)[C@H]2NC(=O)[C@H]([NH3+])c1c

cccc1 

62 
O(C(=O)[C@H](CO)c1ccccc1)C1CC2[NH+](C(C1)C

C2)C 

63 
O[C@H]1C[C@@H](O)[C@H](\C=C\[C@@](O)(C

CCCC)C)[C@H]1C\C=C\CCCC(=O)[O-] 

64 
Clc1cc2N(c3c(Sc2cc1)cccc3)CCCN1CC[NH+](CC1)

C 

65 [NH+]1(CCC(CC1)=C1c2c(C=Cc3c1cccc3)cccc2)C 

66 
S(=O)(=O)(N)c1cc2S(=O)(=O)NC(Nc2cc1C(F)(F)F)

Cc1ccccc1 

67 
O(C)c1cc(C)c(\C=C\C(=C\C=C\C(=C/C(=O)[O-

])\C)\C)c(C)c1C 

68 O=C1N(C)C(=O)NC(=O)C1(CC)CC 

69 
s1c2c(ccc(O)c2)c(C(=O)c2ccc(OCC[NH+]3CCCCC3

)cc2)c1-c1ccc(O)cc1 

70 
S(=O)(=O)(N)c1ccc(-n2nc(cc2-

c2ccc(cc2)C)C(F)(F)F)cc1 

71 

Clc1cccc(Cl)c1-

c1noc(C)c1C(=O)N[C@H]1[C@H]2SC(C)(C)[C@@

H](N2C1=O)C(=O)[O-] 

72 O=C(c1ccc(cc1)C)c1n(C)c(cc1)CC(=O)[O-] 

73 OC(CC[N+](CC)(CC)CC)(C1CCCCC1)c1ccccc1 

74 O=C([O-])C(CCC)CCC 

75 

O=C([O-

])\C=C(\C=C\C=C(\C=C\C=1C(CCCC=1C)(C)C)/C)/

C 

76 

O(C(=O)C=1C(C(C(OC)=O)=C(NC=1C)C)c1cc([N+]

(=O)[O-

])ccc1)C(C[NH+](CCC(c1ccccc1)c1ccccc1)C)(C)C 

77 O=C1N(C)C(=O)[N-]C1(CC)c1ccccc1 

78 Clc1cc2c(Oc3c(N=C2N2CC[NH2+]CC2)cccc3)cc1 

79 FC1=CNC(=O)NC1=O 

80 Clc1c(cccc1Cl)-c1nnc(nc1N)N 

81 
S(=O)([O-])(=Nc1nc(nc(OCCO)c1Oc1ccccc1OC)-

c1ncccn1)c1ccc(cc1)C(C)(C)C 

82 

O(C)c1cc(ccc1OC)C[C@H]1[N@+](CCc2cc(OC)c(O

C)cc12)(CCC(OCCCCCOC(=O)CC[N@+]1(CCc2cc(

OC)c(OC)cc2[C@H]1Cc1cc(OC)c(OC)cc1)C)=O)C 

83 

S1[C@H]2N(C(C(=O)[O-

])=C(C1)C)C(=O)[C@H]2NC(=O)[C@H]([NH3+])c1

ccccc1 



84 
[NH+]1(CCN(CC1)CC=Cc1ccccc1)C(c1ccccc1)c1ccc

cc1 

85 

O(C)c1cc2N([C@@H]3[C@@]4([C@H]5[NH+](CC

=C[C@@]5(CC)[C@@H](OC(=O)C)[C@]3(O)C(O

C)=O)CC4)c2cc1[C@@]1(c2[nH]c3c(c2CC[NH+]2C

[C@@](O)(C[C@@H](C1)C2)CC)cccc3)C(OC)=O)

C 

86 FC(F)(F)c1cc(ccc1)CC([NH2+]CC)C 

87 Clc1cccc(Cl)c1NC1=[NH+]CCN1 

88 s1c(nnc1N=S(=O)([O-])c1ccc(N)cc1)C 

89 

S1[C@H]2N([C@@H](C(=O)[O-

])C1(C)C)C(=O)[C@H]2NC(=O)C(C(=O)[O-

])c1ccccc1 

90 

S(C(=O)[C@]1(OC(=O)CC)[C@@]2([C@H]([C@@

H]3C[C@H](F)C4=CC(=O)C=C[C@]4(C)[C@@]3(

F)[C@@H](O)C2)C[C@H]1C)C)CF 

91 
O=C(N[C@H]1C=C2[C@H](N(C1)C)Cc1c3c2cccc3[

nH]c1)N(CC)CC 

92 Clc1nc(C(=O)N=C(N)N)c(nc1N)N 

93 
Clc1cc(C(=O)NC2CC[NH+](CC2OC)CCCOc2ccc(F)

cc2)c(OC)cc1N 

94 Oc1cc(ccc1)[C@@H](O)[C@@H]([NH3+])C 

95 
Oc1cc2[C@@]34CCCC[C@@]3(O)[C@H]([NH+](C

C4)CC3CCC3)Cc2cc1 

96 

O1c2c3c4c(c(O)c2C)C(=O)C(NC(=O)/C(=C\C=C/[C

@@H](C)[C@@H](O)[C@H](C)[C@H](O)[C@H](

C)[C@H](OC(=O)C)[C@H](C)[C@H](OC)\C=C/O[

C@]1(C)C3=O)/C)=C1NC2(N=C14)CC[NH+](CC2)

CC(C)C 

97 

F[C@@]12[C@H]([C@@H]3C[C@@H](O)[C@](O

)(C(=O)CO)[C@]3(C[C@@H]1O)C)CCC1=CC(=O)

C=C[C@@]12C 

98 
O=C1CC[C@@]2([C@@H]3[C@H]([C@@H]4CC[

C@H](O)[C@]4(CC3)C)CCC2=C1)C 

99 Clc1cc2c(NC(=O)C(N=C2c2ccccc2)C(=O)[O-])cc1 

100 P(O)(=O)([O-])C(P(O)(=O)[O-])(O)CCC[NH3+] 

101 
Fc1ccc(cc1)Cn1c2c(nc1NC1CC[NH+](CC1)CCc1ccc

(OC)cc1)cccc2 

102 O(CCCC)c1ccc(cc1)C(=O)CC[NH+]1CCCCC1 

103 
Oc1cc2c(C[C@H]3[NH+](CC[C@]2(C)[C@H]3C)C

C=C(C)C)cc1 

104 
Clc1cc(N2CCN(CC2)CCCN2N=C3N(C=CC=C3)C2

=O)ccc1 

105 O1C(CNC1=O)COc1cc(cc(c1)C)C 

106 [NH3+]CCc1[nH]cnc1 

107 
Fc1ccc(cc1)[C@H]1N(CCO[C@H]1O[C@H](C)c1cc

(cc(c1)C(F)(F)F)C(F)(F)F)CC1=NC(=O)[N-]N1 

108 
S1c2c(N(c3c1cccc3)C(=O)CCN1CCOCC1)cc(NC(O

CC)=O)cc2 

109 

O1[C@H](CO)[C@@H](O)[C@H]([NH3+])[C@@H

](O)[C@H]1O[C@@H]1[C@@H](O)[C@H](O[C@

H]2O[C@H](C[NH3+])[C@@H](O)C[C@H]2[NH3

+])[C@@H]([NH3+])C[C@H]1[NH3+] 

110 

Fc1cc(F)ccc1N1C=C(C(=O)[O-

])C(=O)c2cc(F)c(nc12)N1C[C@@H]2[C@H](C1)C2

[NH3+] 

111 

S1[C@H]2N(C(C(=O)[O-

])=C(C1)COC(=O)C)C(=O)[C@H]2NC(=O)[C@H]([

NH3+])c1ccccc1 

112 Oc1cc(N(CC2=[NH+]CCN2)c2ccc(cc2)C)ccc1 

113 Clc1cc(NCc2occc2)c(cc1S(=O)(=O)N)C(=O)[O-] 

114 o1c(ccc1[N+](=O)[O-])\C=N/N1CC(=O)NC1=O 

115 
S(=O)(=O)(N(CC(C)C)C[C@@H](O)[C@@H](NC(

O[C@H]1CCOC1)=O)Cc1ccccc1)c1ccc(N)cc1 

116 
O1[C@@H]2[C@]34CC[NH+]([C@H](Cc5c3c1c(O)

cc5)[C@]4(O)CCC2=O)CC1CC1 

117 

O(C(C)c1c2[nH]c(C=C3N=C(C=C4N=C(C=c5[nH]c(

=C2)c(C)c5C(O)C)C(C)=C4CCC(=O)[O-

])C(CCC(=O)[O-

])=C3C)c1C)C(C)c1c=2[nH]c(=Cc3[nH]c(\C=C\4/N=

C(\C=C\5/N=C(C=2)C(C)=C/5CCC(=O)[O-

])C(CCC(=O)[O-])=C/4C)c(C)c3C(O)C)c1C 

118 S1C[C@H](O[C@H]1CO)N1C=CC(=NC1=O)N 

119 O(C)c1ccc(OC)cc1C(O)C([NH3+])C 

120 O(C(=O)C(O)c1ccccc1)C1CC2[N+](C(C1)CC2)(C)C 

121 [NH+](CC(CN1c2c(CCc3c1cccc3)cccc2)C)(C)C 

122 [N+]1(CCC(CC1)=C(c1ccccc1)c1ccccc1)(C)C 

123 s1c2cc(OC(F)(F)F)ccc2nc1N 

124 
O(Cc1ccccc1)CC(N(CC[NH+](CCN(CC(=O)[O-

])CC(=O)[O-])CC(=O)[O-])CC(=O)[O-])C(=O)[O-] 

125 
O=C(N(O)CCCCCNC(=O)CCC(=O)N(O)CCCCC[N

H3+])CCC(=O)NCCCCCN(O)C(=O)C 

126 O1C2C3N(C(CC(OC(=O)C(CO)c4ccccc4)C3)C12)C 

127 O1CCc2c([nH]c3c2cccc3CC)C1(CC(=O)[O-])CC 

128 [NH3+][C@@H]1CC1c1ccccc1 

129 

S([C@@H]1[NH2+][C@@H](CC1)C(=O)N(C)C)C=

1[C@@H]([C@H]2N(C=1C(=O)[O-

])C(=O)[C@@H]2[C@H](O)C)C 

130 
O=C(N[C@@H](C(C)(C)C)C(=O)NC)[C@@H]([C

@H](O)C(=O)NO)CC(C)C 

131 IC#CCOc1cc(Cl)c(Cl)cc1Cl 

132 O=C1NCNC(=O)C1(CC)c1ccccc1 

133 
O(CC)c1nc2c(n1Cc1ccc(cc1)-c1ccccc1-

c1nn[nH]n1)c(ccc2)C(=O)[O-] 

134 S1CCC(c2cc(ccc12)C#Cc1ncc(cc1)C(OCC)=O)(C)C 

135 Clc1c2c(cc(O)c1O)C(C[NH2+]CC2)c1ccc(O)cc1 

136 O=C1N(CCCCC(=O)C)C(=O)N(c2ncn(c12)C)C 

137 O(CCC)c1ccc(cc1N)C(OCC[NH+](CC)CC)=O 

138 Clc1ccc(cc1S(=O)(=O)N)C(=O)NN1c2c(CC1C)cccc2 

139 O=C1N(N(C(=O)[C-]1CCCC)c1ccccc1)c1ccccc1 

140 O=C(N(C1CC[NH+](CC1)CCc1ccccc1)c1ccccc1)CC 

141 Oc1cc(cc(O)c1)C(O)C[NH2+]C(C)C 

142 O=C1c2c(N(C=C1C(=O)[O-])CC)cc(cc2)-c1ccncc1 

143 Oc1c(cccc1C(C)C)C(C)C 

144 s1c(nnc1S(=O)([O-])=[NH])NC(=O)C 

145 O=C1N(C)C(=O)CC1c1ccccc1 

146 

O=C1CCC2=C3[C@H]([C@@H]4CC[C@@](O)(C#

CC)[C@]4(C[C@@H]3c3ccc(N(C)C)cc3)C)CCC2=C

1 

147 Clc1cc2c(NC(=O)C(O)N=C2c2ccccc2)cc1 

148 

F[C@@H]1C2=CC(=O)CC[C@@]2([C@@H]2[C@

H]([C@@H]3C[C@H]4OC(O[C@@]4(C(=O)CO)[C

@]3(C[C@@H]2O)C)(C)C)C1)C 

149 O=C1N(C)C(=O)NC(=O)C1(CC)c1ccccc1 

150 O[C@H]([C@@H]([NH2+]C)C)c1ccccc1 

151 SC([C@@H]([NH3+])C(=O)[O-])(C)C 

152 O(CC(O)C[NH2+]C(C)C)c1ccccc1CC=C 

153 
Oc1ccc(cc1)CC[NH2+][C@H]([C@H](O)c1ccc(O)cc

1)C 

154 
O(C(=O)c1ccc(NCCCC)cc1)CCOCCOCCOCCOCC

OCCOCCOCCOCCOC 



155 s1c2S(=O)(=O)C(CC(NCC)c2cc1S(=O)(=O)N)C 

156 Oc1cc(cc(O)c1)C(O)C[NH2+]C(C)(C)C 

157 
S1c2c(cc(cc2)C(F)(F)F)C(c2c1cccc2)=CCC[NH+]1C

CN(CC1)CCO 

158 
Clc1ccc(N\C(=N\C(=[NH+]\CCCCCC\[NH+]=C(\N=

C(\Nc2ccc(Cl)cc2)/N)/N)\N)\N)cc1 

159 O=C1N2C(=NC=C1c1n[n-]nn1)C(=CC=C2)C 

160 
O=C1C=C2CCC3C([C@]2(C=C1)C)[C@@H](O)C[

C@]1(C3C[C@@H](C)[C@@]1(C(=O)CC)C)C 

161 
O(C(=O)c1ccc(cc1)C)c1cc(ccc1OC(=O)c1ccc(cc1)C)

C(O)C[NH2+]C(C)(C)C 

162 
s1ccc(C)c1C(=CCC[NH+]1C[C@@H](CCC1)C(=O)[

O-])c1sccc1C 

163 S(=O)(=O)(N)Cc1noc2c1cccc2 

164 

O[C@@H]1CC(C[C@@H](O)C1)=C\C=C/1\[C@@

H]2CC[C@H]([C@@H](\C=C\[C@@H](C(O)(C)C)

C)C)[C@]2(CCC\1)C 

165 S(=O)(=O)(CCn1c(ncc1[N+](=O)[O-])C)CC 

166 OCCn1c(ncc1[N+](=O)[O-])C 

167 
O=C1NN=C([C@@H](C1)C)c1ccc(NN=C(C#N)C#N

)cc1 

168 
O1[C@H](CO)[C@@H](O)[C@@H](O)[C@@H]1N

1C=NC(=NC1=O)N 

169 

S(=O)([O-

])(=Nc1cc(ccc1)[C@@H](CC)C=1C(=O)C[C@](OC

=1O)(CCc1ccccc1)CCC)c1ncc(cc1)C(F)(F)F 

170 [NH2+](CCCC12CCC(c3c1cccc3)c1c2cccc1)C 

171 Oc1ccccc1C(=O)[O-] 

172 O(CC(COC(=O)N)c1ccccc1)C(=O)N 

173 O(CC(O)C[NH2+]C(C)C)c1c2c([nH]cc2)ccc1 

174 

O1C(C)C(NC(=O)C=2C3=Nc4c(OC3=C(C)C(=O)C=

2N)c(ccc4C(=O)NC2C(OC(=O)C(N(C)C(=O)CN(C)

C(=O)C3N(CCC3)C(=O)C(NC2=O)C(C)C)C(C)C)C)

C)C(=O)NC(C(C)C)C(=O)N2C(CCC2)C(=O)N(CC(=

O)N(C)C(C(C)C)C1=O)C 

175 [Se]=S 

176 
O=C([O-])CN(CC[NH+](CC(=O)[O-])CC(=O)[O-

])CC(=O)[O-] 

177 OC1(CCCC1)C(C(OCC[NH+](C)C)=O)c1ccccc1 

178 

O=C1CC[C@@H]2[C@@H]3[C@H]([C@@H]4CC

[C@H](OC(=O)CCc5ccccc5)[C@]4(CC3)C)CCC2=

C1 

179 Oc1cc(ccc1O)CC[NH3+] 

180 O(C(=O)N(CC)C)c1cc(ccc1)[C@@H]([NH+](C)C)C 

181 

O1[C@@H](C)[C@@H](O)[C@@H]([NH3+])C[C

@@H]1O[C@@H]1c2c(C[C@](O)(C1)C(=O)CO)c(

O)c1c(C(=O)c3c(cccc3OC)C1=O)c2O 

182 O=C(N)c1cc2c3C[C@H]([NH2+]C)CCc3[nH]c2cc1 

183 O=C(Nc1c(cccc1C)C)[C@H]1[NH+](CCCC1)CCCC 

184 O=C1N=C(Nc2n(cnc12)COC(CO)CO)N 

185 S(OCCCCOS(=O)(=O)C)(=O)(=O)C 

186 O=C(c1cc(ccc1)C(C(=O)[O-])C)c1ccccc1 

187 Oc1cc([N+](CC)(C)C)ccc1 

188 
FC(F)(F)c1cc(ccc1)CCC[NH2+][C@H](C)c1c2c(ccc

1)cccc2 

189 

Oc1c2c(C[C@@H]3C(C(=O)[C@@]4(O)[C@@H](

C3)[C@H](N(C)C)C(=O)/C(=C(\O)/N)/C4=O)=C2[O

-])c(N(C)C)cc1 

190 
O1CC2=C(C=C3N(Cc4c3nc3c(c4)c(C[NH+](C)C)c(

O)cc3)C2=O)[C@@](O)(CC)C1=O 

191 O(C(=O)N)C1(CCCCC1)C#C 

192 S(=O)(=O)(N(CCC)CCC)c1ccc(cc1)C(=O)[O-] 

193 
S1c2c(N(c3c1cccc3)CCCN1CC[NH+](CC1)CCO)cc(

cc2)C(=O)CC 

194 
O=C/1C=C(C=C\C\1=C\C=C1C=CC(C=C1)=C(N)N)

C(=[NH2+])N 

195 [NH3+]C12CC3(CC(C1)(CC(C3)C2)C)C 

196 

O1c2c3c4c(c(O)c2C)C(O)=C(NC(=O)C(=C\C=C\[C

@H](C)[C@@H](O)[C@H](C)[C@@H](O)[C@H](

C)[C@@H](OC(=O)C)[C@@H](C)[C@@H](OC)\C

=C\O[C@]1(C)C3=O)C)\C(=C/NN1CCN(CC1)C)\C4

=O 

197 

O1[C@@H](Oc2ccc3c(OC([O-

])=C(NC(=O)c4cc(CC=C(C)C)c(O)cc4)C3=O)c2C)[C

@H](O)[C@H](OC(=O)N)[C@@H](OC)C1(C)C 

198 S(P(OCC)(OCC)=O)CC[N+](C)(C)C 

199 
Fc1cc2c(N(C=C(C(=O)[O-

])C2=O)CC)cc1N1CC[NH2+]CC1 

200 

S(=O)([O-

])(=NC(=O)NC1CCCCC1)c1ccc(cc1)CCNC(=O)c1nc

c(nc1)C 

201 S1c2c(N(c3c1cccc3)CC([NH+](C)C)C)cccc2 

202 [NH2+]1CCCCC1CC(C1CCCCC1)C1CCCCC1 

203 

O1C(=O)C=C([C@H]2CC[C@]3(O)[C@H]4[C@@

H](C[C@@H](O)[C@]23C)[C@@]2([C@@H](C[C

@@H](O[C@@H]3O[C@H](C)[C@@H](O[C@@H

]5O[C@H](C)[C@@H](O[C@@H]6O[C@H](C)[C

@@H](O[C@@H]7O[C@H](CO)[C@@H](O)[C@

H](O)[C@H]7O)[C@@H](O)C6)[C@@H](O)C5)[C

@@H](O)C3)CC2)CC4)C)[CH-]1 

204 O=C([O-])CCC([NH3+])C=C 

205 
O(C(=O)C1(CC[NH+](CC1)CCC(C#N)(c1ccccc1)c1

ccccc1)c1ccccc1)CC 

206 O(C)c1cc(NC(CCC[NH3+])C)c2ncccc2c1 

207 [N+]1(CCCC1)(CCCCC[N+]1(CCCC1)C)C 

208 [NH+](Cc1c2c(ccc1)cccc2)(Cc1ccc(cc1)C(C)(C)C)C 

209 FC(F)(F)c1ccc(NC(=O)c2cnoc2C)cc1 

210 
Oc1cc(ccc1O)[C@@H](O)C[NH2+]CCCCc1ccc(O)c

c1 

211 O(C)c1ccc(cc1)[C-]1C(=O)c2c(cccc2)C1=O 

212 
S(=O)(=O)(C[C@](O)(C(=O)Nc1cc(C(F)(F)F)c(cc1)

C#N)C)c1ccc(F)cc1 

213 
Fc1cc2c3N(C=C(C(=O)[O-

])C2=O)[C@H](COc3c1N1CCN(CC1)C)C 

214 Clc1c(S(=O)(=O)N)cc(S(=O)(=O)N)cc1Cl 

215 

S1[C@H]2N(C(C(=O)[O-

])=C(C1)\C=C\C)C(=O)[C@H]2NC(=O)[C@H]([NH

3+])c1ccc(O)cc1 

216 

O1C(C(CC(C(O)CC(=O)c2ccc(N)cc2)C)C)C(\C=C/C

=C\C=C/C=C\C=C/C=C\C=C/C(OC2O[C@H](C)[C

@@H](O)[C@H]([NH3+])[C@@H]2O)CC2OC(O)(

CC(O)C2C(=O)[O-

])CC(O)CC(O)CC(O)CC(=O)CCCC(=O)CC1=O)C 

217 Clc1cc(Cl)ccc1C(OCc1c2c(sc1)c(Cl)ccc2)Cn1ccnc1 

218 
Fc1ccc(cc1)[C@@]1(OCc2cc(ccc12)C#N)CCC[NH+

](C)C 

219 

O1[C@@H](C)[C@@H](O)[C@@H]([NH3+])C[C

@@H]1O[C@@H]1c2c(C[C@](O)(C1)C(=O)C)c(O)

c1c(C(=O)c3c(cccc3)C1=O)c2O 

220 
FC(F)(F)COc1ccc(OCC(F)(F)F)cc1C(=O)NCC1[NH2

+]CCCC1 



221 O=C1N(CCC1)[C@H](CC)C(=O)N 

222 ClCCN(N=O)C(=O)NC1CCCCC1 

223 
FC(F)(F)c1cc(ccc1)\C(=N/OCCCCC(=O)[O-

])\c1cccnc1 

224 
Fc1c(N2C[C@H]([NH2+][C@H](C2)C)C)c(F)c2N(C

=C(C(=O)[O-])C(=O)c2c1N)C1CC1 

225 

O1[C@@H](CC)[C@](O)(C)[C@H](O)[C@H](C)C(

=O)[C@@H](C[C@](OC)(C)[C@H](O[C@@H]2O[

C@@H](C[C@H]([NH+](C)C)[C@H]2O)C)[C@@

H](C)[C@H](O[C@@H]2O[C@@H](C)[C@H](O)[

C@](OC)(C2)C)[C@@H](C)C1=O)C 

226 

O1c2c3c4c(c([O-])c2C)c([O-

])c(NC(=O)C(=C\C=C\[C@H](C)[C@H](O)[C@@H

](C)[C@@H](O)[C@H](C)[C@H](OC(=O)C)[C@@

H](C)[C@@H](OC)\C=C\O[C@]1(C)C3=O)C)c1n2c

(nc14)C=C(C=C2)C 

227 

O1[C@@]2([C@H](O[C@@H]1CCC)C[C@H]1[C

@H]3[C@@H]([C@@]4(C(=CC(=O)C=C4)CC3)C)[

C@@H](O)C[C@@]12C)C(=O)CO 

228 
O([C@H](C(C[C@@H]([NH+](C)C)C)(c1ccccc1)c1

ccccc1)CC)C(=O)C 

229 OC(CCC[NH+]1CCCCC1)(c1ccccc1)c1ccccc1 

230 

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

O)C[NH+]1CC2C(C[C@H]1C(=O)NC(C)(C)C)CCC

C2)Cc1ccccc1)c1nc2c(cc1)cccc2 

231 o1nc(cc1C)C(=O)NNCc1ccccc1 

232 

O1[C@@H]2C[C@H](O)[C@@]3([C@H]([C@H](

OC(=O)c4ccccc4)[C@]4(O)C[C@H](OC(=O)[C@H]

(O)[C@@H](NC(OC(C)(C)C)=O)c5ccccc5)C(=C([C

@@H](O)C3=O)C4(C)C)C)[C@]2(OC(=O)C)C1)C 

233 

Ic1c(C(=O)NCC(O)CO)c(I)c(N(C(=O)C)CC(O)CN(C

(=O)C)c2c(I)c(C(=O)NCC(O)CO)c(I)c(C(=O)NCC(O

)CO)c2I)c(I)c1C(=O)NCC(O)CO 

234 
Oc1ccc(N\N=C\2/C=C(C(=O)[O-

])C(=O)C=C/2)cc1C(=O)[O-] 

235 
Fc1cc2onc(c2cc1)C1CC[NH+](CC1)CCC=1C(=O)N2

C(=NC=1C)C(O)CCC2 

236 
Fc1cc\2c(NC(=O)/C/2=C\c2[nH]c(C)c(C(=O)NCC[N

H+](CC)CC)c2C)cc1 

237 

S(=O)([O-

])(=NC(=O)NN1CCCCCC1)c1ccc(cc1)CCNC(=O)c1

noc(c1)C 

238 [BiH]1OC(=O)c2c(O1)cccc2 

239 

Oc1c2c(ccc1)[C@@](O)([C@@H]1C(C(=O)[C@@]

3(O)[C@@H](C1)[C@H](N(C)C)C(=O)/C(=C(/O)\N

CN1CCCC1)/C3=O)=C2[O-])C 

240 

S(=O)(=O)(N(CC(C)C)C[C@@H](OP(=O)([O-])[O-

])[C@@H](NC(O[C@H]1CCOC1)=O)Cc1ccccc1)c1

ccc(N)cc1 

241 

O1[C@@H](C\C=C\C=C\[C@H](O)[C@@H](C[C@

H](CC=O)[C@H](O[C@@H]2O[C@H](C)[C@@H]

(O[C@@H]3O[C@@H](C)[C@H](OC(=O)CC(C)C)

[C@](O)(C3)C)[C@H]([NH+](C)C)[C@H]2O)[C@

@H](OC)[C@H](OC(=O)C)CC1=O)C)C 

242 O1C(CC(OC)=CC1=O)\C=C\C=1C=CCCC=1 

243 
Clc1cc2NC(N(S(=O)(=O)c2cc1S(=O)(=O)N)C)CSCC

(F)(F)F 

244 

S1C(SC1=C(C(=O)N)C(=O)[O-

])C(=O)N[C@@]1(OC)C2SCC(CSc3nnnn3C)=C(N2

C1=O)C(=O)[O-] 

245 s1cccc1CC(=O)NC1(OC)C2SCC(COC(=O)N)=C(N2

C1=O)C(=O)[O-] 

246 

O(C(=O)C)[C@@H]1[C@@]2([C@H]([C@H]3[C@

H](CC2)[C@@]2([C@H](C[C@H](OC(=O)C)[C@

@H]([N+]4(CCCCC4)C)C2)CC3)C)C[C@@H]1[N+

]1(CCCCC1)C)C 

247 O[C@@H]([C@@H]([NH2+]C)C)c1ccccc1 

248 [NH2+](CC#C)[C@@H]1CCc2c1cccc2 

249 [Mg+]O 

250 

F[C@@H]1C2=CC(=O)C=C[C@@]2([C@@H]2[C

@H]([C@@H]3C[C@@H](C)[C@](O)(C(=O)CO)[C

@]3(C[C@@H]2O)C)C1)C 

251 

O1[C@]2([C@@H]3[C@H]([C@H]4[C@H]5[C@H]

(CC[C@]24C)[C@]2(CCC(=O)C=C2[C@H]2[C@@

H]5C2)C)C3)CCC1=O 

252 
Fc1cc(F)ccc1N1C=C(C(=O)[O-

])C(=O)c2cc(F)c(N3CC([NH2+]CC3)C)cc12 

253 O=C1NC(=O)N(c2ncn(c12)C)C 

254 

s1cc(nc1N)/C(=C/CC(=O)[O-

])/C(=O)N[C@H]1[C@H]2SCC=C(N2C1=O)C(=O)[

O-] 

255 

O1[C@@H](C[NH3+])[C@@H](O)[C@H](O)[C@

@H]([NH3+])[C@H]1O[C@H]1[C@@H](O)[C@@

H](O[C@@H]1CO)O[C@H]1[C@H](O[C@H]2O[C

@H](CO)[C@@H](O)[C@H](O)[C@H]2[NH3+])[C

@@H]([NH3+])C[C@@H]([NH3+])[C@@H]1O 

256 

O[C@H]1N2[C@@H]3C4[C@@H](C[C@H]2[C@

@H]2N(c5c([C@@]2(C3)[C@H]4O)cccc5)C)[C@@

H]1CC 

257 [NH+](CCCN(C1Cc2c(C1)cccc2)c1ccccc1)(CC)CC 

258 
Fc1ccc(cc1)C(N1CCN(CC1)c1nc(nc(n1)NCC=C)NC

C=C)c1ccc(F)cc1 

259 
s1cccc1CC[NH+]1CC(C)C(N(C(=O)CC)c2ccccc2)C

C1 

260 s1cccc1C(=CC([NH+](C)C)C)c1sccc1 

261 [NH3+]C(Cc1c2c([nH]c1)cccc2)C 

262 
OC(C[NH+]1CCC(N(C(=O)CC)c2ccccc2)CC1)c1ccc

cc1 

263 
O(CC)c1ccc(cc1)Cc1nc2cc([N+](=O)[O-

])ccc2n1CC[NH+](CC)CC 

264 
s1cccc1CC([NH+]1CCC(N(C(=O)CC)c2ccccc2)CC1)

C 

265 
O=C1CC[C@@]2([C@@H]3[C@H]([C@@H]4CC[

C@@](O)(C)[C@]4(CC3)C)[C@@H](CC2=C1)C)C 

266 O(C)c1ccc(cc1)CC([NH3+])C 

267 O1CCN(CC1)CCC(C(OCC)=O)(c1ccccc1)c1ccccc1 

268 
O=C1C=C[C@]2([C@H](C1)CC[C@H]1[C@@H]3

CC[C@H](O)[C@]3(CC[C@@H]12)C)C 

269 O(C)c1cc(ccc1)C(CC)(CC)CNC(=O)CCCO 

270 
Clc1cc2c(N(C)C(=O)C(OC(=O)N(C)C)N=C2c2ccccc

2)cc1 

271 O1C(C[NH+]=C1N)c1ccccc1 

272 
O[C@@H](C(C[C@H]([NH+](C)C)C)(c1ccccc1)c1c

cccc1)CC 

273 

O=C([O-

])C1(CC[NH+](CC1)CCC(C#N)(c1ccccc1)c1ccccc1)

c1ccccc1 

274 
O([C@H](C(C[C@H]([NH+](C)C)C)(c1ccccc1)c1cc

ccc1)CC)C(=O)C 

275 
O[C@H]1C[C@H]2[NH+]([C@H](CC2)[C@H]1C(=

O)[O-])C 

276 Clc1ccccc1CC([NH3+])(C)C 



277 s1cccc1C(=CC([NH+](CC)CC)C)c1sccc1 

278 Clc1cc2c(NC(=O)C(N=C2c2ccccc2F)C(OCC)=O)cc1 

279 [NH2+](C(Cc1ccccc1)C)CCC#N 

280 
O([C@@H](C(C[C@H]([NH+](C)C)C)(c1ccccc1)c1

ccccc1)CC)C(=O)C 

281 Clc1ccccc1C1=NCC(=O)N(c2sc(cc12)CC)C 

282 
O1[C@@H]2[C@]34[C@H]([C@H]([N+]([O-

])(CC3)C)Cc3c4c1c(OC)cc3)C=C[C@@H]2O 

283 
O=C1C=C2CC[C@@H]3[C@@H]([C@]2(C=C1C=

O)C)[C@H](O)C[C@]1([C@H]3CC[C@@]1(O)C)C 

284 
Clc1cc2c(N(C)C(=O)CN3C2(OC(=CC3=O)C)c2cccc

c2)cc1 

285 Clc1cc2c(N(CC3CC3)C(=O)CN=C2c2ccccc2)cc1 

286 [Zn] 

287 O=C1Nc2c(cc([N+](=O)[O-])cc2)C(=NC1)c1ccccc1 

288 
S(C(Sc1cc(C(C)(C)C)c(O)c(c1)C(C)(C)C)(C)C)c1cc(

C(C)(C)C)c(O)c(c1)C(C)(C)C 

289 
S1(=O)(=O)C2N(C(C(=O)[O-

])C1(Cn1nncc1)C)C(=O)C2 

290 

S1[C@H]2N([C@@H](C(=O)[O-

])C1(C)C)C(=O)[C@H]2NC(=O)[C@H](C(=O)[O-

])c1ccsc1 

291 [NH+](CCCc1ccccc1)(CCCc1ccccc1)CC 

292 O1CCN(CC1)CC1CCc2[nH]c(C)c(c2C1=O)CC 

293 [NH+](CCC(c1ccccc1)c1ncccc1)(C)C 

294 
S1c2c(N(c3c1cccc3)CCC[NH+]1CCC(CC1)CCO)cc(

S(=O)(=O)N(C)C)cc2 

295 

S(C)[C@H]1O[C@H]([C@H](NC(=O)C2[NH+](C[C

@@H](C2)CCC)C)[C@H](O)C)[C@H](O)[C@H](O

)[C@H]1O 

296 
OC[C@@H](O)[C@@H](O)[C@H](O)[C@@H](O)

CO 

297 
P(OC[C@H]1O[C@@H](N2C=C(C)C(=O)NC2=O)

C[C@@H]1O)(=O)([O-])[O-] 

298 
O1C[C@H]2O[C@@H](OC)[C@H](O)[C@@H](O)

[C@H]2O[C@@]1(C(=O)[O-])C 

299 
OC/1=CC(=O)C(C\C\1=N\C1CC1c1ccccc1)CC([NH3

+])C(=O)[O-] 

300 

[Ru+2]123(N4C(C=C(C=C4)CCCCCCCCC(=O)NC4

C5CC6CC4CC(C5)C6)=C4N1C=CC(=C4)C)(N1C(=

C4N2C=CC=C4)C=CC=C1)N1C(=C2N3C=CC=C2)

C=CC=C1 

301 O1[N-]C(=O)C(=C1)C[C@H]([NH3+])C(=O)[O-] 

302 Oc1nc(nc2[nH]nnc12)N 

303 [Hg](O)c1ccc(cc1)C(=O)[O-] 

304 O=C([O-])\C=C\C(=O)[O-] 

305 

O=C(NC(CC(C)C)C(=O)NC(Cc1ccccc1)C=O)C(NC(

=O)NC(Cc1ccccc1)C(=O)[O-

])C1NC(=[NH2+])NCC1 

306 
O=C([O-

])[C@@H]([NH3+])CCC\[NH+]=C(\N(C)C)/N 

307 
O1C(CO)C(O)C(O)C(O)C1OC1C(O)C(O)C(OC1CO)

O 

308 Oc1ccc(cc1)C 

309 SCC(O)C(O)CS 

310 
P(OCC1OC(n2nc(nc2)C(=O)N)C(O)C1O)(=O)([O-

])[O-] 

311 OC(C(O)C(=O)[O-])C(=O)[O-] 

312 P(O)(=O)([O-])CCCC(=O)NO 

313 O=C1NC(=O)NC=2NC(=O)NC1=2 

314 
O1C(COC2OC(C)C(O)C(O)C2O)C(O)C(O)C(O)C1O

C1=C(Oc2c(C1=O)c(O)cc([O-])c2)c1cc(O)c(O)cc1 

315 Oc1cc(ccc1O)CC(=O)[O-] 

316 Oc1cc(O)ccc1\C=C\C(=O)[O-] 

317 
P(OCC(O)COC(=O)CCCCCCCCCCC)(OCC[N+](C)

(C)C)(=O)[O-] 

318 P(OC(C(=O)[O-])CO)(=O)([O-])[O-] 

319 
S1CC(N(S(=O)(=O)c2ccc(cc2)C)CC1)C(=O)NC(Cc1

ccccc1)C(OCC)=O 

320 O=C([O-])CCCCCC([NH3+])C([NH3+])C 

321 [N+](CCCCCCCCCCCCCCCC)(C)(C)C 

322 OC(C(CC(=O)[O-])C(=O)[O-])C(=O)[O-] 

323 
P(OCC(OC(=O)CCCCCCCCCCCCCCC)COC(=O)C

CCCCCCCCCCCCCC)(OCC[NH3+])(=O)[O-] 

324 P(OC(C(=O)[O-])C)(=O)([O-])[O-] 

325 ClCC([NH3+])C(=O)[O-] 

326 O=C([O-])C([NH3+])C(CC)C 

327 [Se]=1=C(CCC)C(=NC=1N)CCCC 

328 

Oc1cc2C=C(NC(=O)CCC(=O)[O-

])C3N(c2cc1O)C(CCN3)C(=O)NC(C(=O)NC(CCCN

C(=[NH2+])N)C(=O)NC(C(=O)NC(CCCN(O)C=O)C

(=O)NC1CCCCNC(=O)C(NC(=O)C(NC(=O)C(NC1

=O)CCCN(O)C=O)C(O)C)C(O)C)CO)CO 

329 O=C([O-])Cc1c2c(ccc1)cccc2 

330 
O1C(C(O)C(O)CO)C(NC(=O)C)C(O)CC1(Oc1cc2O

C(=O)C=C(c2cc1)C)C(=O)[O-] 

331 
C1CCC(C)=C(\C=C\C(=C\C=C\C(=C\C)\C)\C)C1(C)

C 

332 OC(C(CO)(C)C)C(=O)NCCC(=O)[O-] 

333 S(=O)(=O)(N)c1ccc(F)cc1 

334 OC1C([NH3+])C=C(CC1O)CO 

335 
Clc1ccc(NC2=C(c3cc(Cl)ccc3)C(=O)NC2=O)cc1C(=

O)[O-] 

336 O=C([O-])c1cccnc1C(=O)[O-] 

337 O=C([O-])C([NH3+])C=C 

338 P(OC(C)C)(OCC(N)C(=O)[O-])(=O)[O-] 

339 [AsH](SCC([NH3+])C(=O)[O-])O 

340 n1cnc2n(nc(c2c1N)-c1ccc(cc1)C)C(C)(C)C 

341 
P(OCc1cnc(C)c(O)c1C[NH2+]C(CCC(=O)[O-

])C(=O)[O-])(=O)([O-])[O-] 

342 
O(C(CCCCCCCCCCCC)CC(=O)[O-

])C(=O)CCCCCCCCCCCC 

343 
O=C(N)C(NC(=O)C([NH3+])CCCNC(N[N+](=O)[O-

])=N)CC[NH3+] 

344 

P(=O)([O-])([O-])c1cc(ccc1P(=O)([O-])[O-

])CC(NC(=O)C)C(=O)NC1CCCCc2c1cc(C(=O)N)c(

OCC1CCCCC1)c2 

345 FC(CC([NH3+])C(=O)[O-])CCNC(=[NH2+])C 

346 O1C(O)C(O)C(O)CC1C 

347 c1ccccc1CCCC 

348 [CaH]OC(C(CC(=O)[O-])C(=O)[O-])C(=O)[O-] 

349 
O(C(Cc1ccccc1)C(\C=C(\C=C\C([NH3+])C(C(=O)[O

-])C)/C)C)C 

350 O1c2c(C(=O)C(O)=C1c1ccc(O)cc1)c(O)cc([O-])c2 

351 O=C([O-])CCCCCC(=O)[O-] 

352 SC1C(O)C(O)C(S)OC1CO 

353 S(OC1C(O)C(NC(=O)C)C(OC1CO)O)(=O)(=O)[O-] 

354 
O=C(c1[nH]c2cc(ccc2n1)C(=[NH2+])N)c1[nH]c2cc(

ccc2n1)C(=[NH2+])N 

355 S(CCC([NH3+])C(O)(O)c1ncccc1)C 



356 
S(CCC(NC(=O)C1N(CCC1)C(=O)C(NC(=O)CS)Cc1

ccc(O)cc1)C(=O)N)C 

357 O1C(CO)C(O)C(O)C(O)C1=O 

358 
O(Cc1ccccc1)C(=O)NC(C(=O)NC(C(C)C)C(=O)NC(

Cc1ccccc1)CO)C 

359 
O=C1C2(C(=O)C(C)C)C(CCC=C(C)C)(C)C(CC1(C

C=C(C)C)C(=O)C(CC=C(C)C)=C2[O-])CC=C(C)C 

360 

P(=O)([O-])([O-])c1cc(ccc1OCC(=O)[O-

])CC(NC(=O)C)C(=O)NC1CCCCN(Cc2ccc(cc2)-

c2ccccc2)C1=O 

361 OC(C(O)C(O)C=O)C(O)CO 

362 S(O)CC([NH3+])C(=O)[O-] 

363 [Te](CC(=O)[O-])C 

364 OC(C(CO)(C)C)C(=O)[O-] 

365 SC[C@H](NC(=O)CC(=O)[O-])Cc1ccccc1 

366 
O(C(=O)c1ccc(cc1)C(=O)c1ccccc1O)C1CCC[NH2+]

CC1NC(=O)c1ccc(O)cc1 

367 
O(C(=O)C1N(CCC1)C(=O)C(=O)C(CC)(C)C)CCCc1

cccnc1 

368 Clc1cc(O)ccc1 

369 OB(O)CCc1ccccc1 

370 
s1c2S(=O)(=O)N(CC(O)c2cc1S(=O)(=O)N)c1ccc(OC

)cc1 

371 
S(CC([NH3+])C(=O)[O-

])C1NOC(=C1)C([NH3+])C(=O)[O-] 

372 Nc1c2c(cc3c(c2)cccc3)ccc1 

373 Oc1nc(nc2n(c[n+](c12)C)C)N 

374 O[B-](O)(O)CCCCC([NH3+])C(=O)[O-] 

375 Fc1cccc(N)c1C 

376 
s1c[n+](Cc2cnc(nc2N)C)c(C)c1CCOP(OP(=O)([O-

])[O-])(=O)[O-] 

377 
[NH2+]1CCN(C[C@@H]1Cc1ccccc1)c1nnc(c(c1)-

c1ccncc1)-c1cc2c(cc1)cccc2 

378 
P(OCc1cnc(C)c(O)c1C[NH2+]C(C(=O)[O-

])C)(=O)([O-])[O-] 

379 
o1c2c(cc1C[NH+]1CC(N(CC1)CC(O)CC(Cc1ccccc1)

C(=O)NC1c3c(CC1O)cccc3)C(=O)NC(C)(C)C)cccc2 

380 
Fc1ccc(cc1-c1onc(c1)C(=O)[O-

])\C=C\COc1cccc(O)c1C(OC)=O 

381 
O1C(CO)C(O)C(O)C(O)C1OC1C(O)C(O)c2n(ccn2)C

1CO 

382 O=C(Cc1ccc(cc1)C(=[NH2+])N)C(=O)[O-] 

383 Oc1c2c(Cc3c(C2=O)c(O)ccc3)ccc1CC(=O)[O-] 

384 OCc1cnc(nc1N)C 

385 O=C([O-])CCc1ccccc1 

386 
O=[N+]([O-

])NC(NCCCC([NH3+])CNCC[NH3+])=N 

387 S1c2c(NC(=O)C1CC(=O)NO)cccc2 

388 
P(OCc1cnc(C)c(O)c1C[NH2+]C1CO[N-

]C1=O)(=O)([O-])[O-] 

389 
P(OCC(OC(=O)CCCCCCCCCCCCCCC)COC(=O)C

CCCCCCCCCCCCCC)(OCC(O)CO)(=O)[O-] 

390 [NH2+]=C(n1ncnc1)N 

391 
Clc1ccc(Oc2ccc(S(=O)(=O)C3(CCOCC3)CC(=O)NO

)cc2)cc1 

392 P(OCC(O)C(O)C(O)CO)(=O)([O-])[O-] 

393 O=C1Nc2c(cccc2)C1Cc1ccc(N2CCN(CC2)C=O)cc1 

394 
Brc1cc(cc(-c2[nH]c3cc(ccc3n2)C(=[NH2+])N)c1[O-

])C(CC(=O)[O-])C(=O)[O-] 

395 S(=O)(=O)(N)c1ccc(cc1)C(=O)NCc1ccccc1F 

396 O=C([O-])C1([NH3+])CC1 

397 [As+](c1cc(O)c(O)cc1)(c1ccccc1)(c1ccccc1)c1ccccc1 

398 
O=C1N(CCCCC1NC(=O)C(C(CCCO)C(=O)NO)CC(

C)C)CCOC 

399 s1cccc1CC(=O)NCB(O)O 

400 O1C(CO)C(O)C(O)C1N1C=CC(=NC1=O)N 

401 [NH3+]C(CC(C)C)C 

402 [nH]1c2c(ncnc2C)nc1 

403 OC1C=CC=C(C(=O)[O-])C1[NH3+] 

404 
P(OCCCCN1C2=C(NC(=O)NC2=O)N(CC(O)C(O)C(

O)CO)C1=O)(=O)([O-])[O-] 

405 

S1CC(CCC(NC(=O)CCC(NC(=O)C)C(=O)[O-

])C(=O)NC(C(=O)NC(C(=O)[O-

])C)C)=C([NH2+]C1C(NC(=O)Cc1ccccc1)C(=O)[O-

])C(=O)[O-] 

406 

[Mo-

2]1(SC2=C(S1)C1Nc3c(nc(nc3O)N)NC1OC2COP(O

P(OCC1OC(N2C=CC(=NC2=O)N)C(O)C1O)(=O)[O

-])(=O)[O-])([OH2+])([OH2+])O 

407 
P(OCC1OC2([N-]C(=O)NC2=O)C(O)C1O)(=O)([O-

])[O-] 

408 
S(CC1[NH2+]C(C(O)C1O)c1c2N=CNC(N)c2[nH]c1)

C 

409 O=C1C2C(Nc3c2cccc3)C2N(C1)CCCC2 

410 
S(=O)(=O)(Cc1ccccc1)CCC(NC(=O)C(NC(OCc1ccc

cc1)=O)Cc1ccccc1)CCc1ccccc1 

411 OCCCCCCO 

412 S(=O)(=O)([O-])CCC[NH2+]C1CCCCC1 

413 

S=P([S-

])(OCC(OC(=O)CCCC)COC(=O)CCCC)OCC[N+](C

)(C)C 

414 S(CCC(=O)C(=O)[O-])C 

415 O=C(CCC(=O)[O-])C 

416 
S(=O)(=O)(\C=C\C(NC(=O)C(NC(=O)N1CCC(N2C

COCC2)CC1)Cc1ccccc1)CCC)c1ccccc1 

417 Ic1ccccc1 

418 O1C(CO)C(O)CC1N1C=CC(=O)NC1=O 

419 

Brc1cc(cc(Br)c1[O-

])C(=O)c1c2c(oc1CC)cc(S(=O)([O-

])=Nc1ccc(S(=O)(=O)N)cc1)cc2 

420 O=C(CCCCCC(=O)[O-])CCC(=O)[O-] 

421 
P(OCC(OC(=O)C)COCCCCCCCCCCCCCCCC)(OC

C[N+](C)(C)C)(=O)[O-] 

422 O=C([O-])Cc1c(c[nH]c1C[NH3+])CCC(=O)[O-] 

423 
O=C1N(CC=O)C(=NC1CC1C=CC(=O)C=C1)C[NH3

+] 

424 S(CC1OC(n2c3ncnc(N)c3nc2)C(O)C1O)C 

425 O=C([O-])C([NH3+])Cc1c2c([nH]c1)cccc2N 

426 
O=C(N)C(NC(=O)C([NH2+]C(CCc1ccccc1)C(=O)[O

-])Cc1ccccc1)CC(=O)[O-] 

427 

P(OC1OC(CO)C(O)C(OC(C(=O)NC(C(=O)NC(CCC

(=O)[O-])C(=O)[O-

])C)C)C1NC(=O)C)(OP(OCC1OC(N2C=CC(=O)NC

2=O)C(O)C1O)(=O)[O-])(=O)[O-] 

428 

P(OC1C(O)C(OC1n1c2ncnc(N)c2nc1)COP(OP(OCC

1OC(N2C=C(CC(O)C2O)C(=O)N)C(O)C1O)(=O)[O-

])(=O)[O-])(=O)([O-])[O-] 

429 

O(C(=O)CCC(=O)[O-

])C1CCC2(C3C(CCC2C1(C)C)(C)C1(C(C2CC(CCC

2(CC1)C)(C(=O)[O-])C)=CC3=O)C)C 

430 Clc1cc(Cl)ccc1C(=O)N(Cc1sc(cc1)-



c1oc2c(c1)cccc2)C(Cc1ccccc1)C(=O)[O-] 

431 S1CC[NH+]=C1N 

432 
O1C(C(O)C(O)CO)C(NC(=O)C)C(O)CC1(O)C(=O)[

O-] 

433 

Oc1ccc(cc1)C[C@H](NC(=O)[C@@H](NC(=O)[C@

@H](NC(=O)[C@H]1N(CCC1)C(=O)[C@@H](NC(

=O)[C@@H](NC(=O)[C@@H](NC(=O)[C@@H](N

C(=O)[C@@H](NC(=O)CNC(=O)[C@@H](NC(=O)

CNC(=O)CNC(=O)CNC(=O)CNC(=O)[C@H]1N(CC

C1)C(=O)[C@@H](NC(=O)[C@H]1N(CCC1)C(=O)

[C@H]([NH3+])Cc1ccccc1)CCCNC(=[NH2+])N)CC

(=O)N)CC(=O)[O-])Cc1ccccc1)CCC(=O)[O-

])CCC(=O)[O-])[C@H](CC)C)CCC(=O)[O-

])CCC(=O)[O-])C(=O)N[C@@H](CC(C)C)C(=O)[O-

] 

434 

S(=O)(=O)([O-

])NC1C(O)C(OC2OC(=CC(O)C2OS(=O)(=O)[O-

])C(=O)[O-])C(OC1O)CO 

435 
[NH2+]=C(N)c1ccc(NCc2nc3cc(ccc3n2C)Cn2c3c(nc

2C)cccc3)cc1 

436 P(OCC(N)C(=O)[O-])(OCC)(OCC)=O 

437 
Clc1cc2[nH]c(nc2cc1C(=[NH2+])N)-c1cccc(-

c2ccccc2)c1O 

438 O=C(NC(CCCNC(=O)N)C(=O)[O-])C 

439 

[W-

]([OH2+])(OCC1OC(n2c3ncnc(N)c3nc2)C(O)C1O)(

O)O 

440 OC1C(O)Cn2c(ncc2)C1O 

441 O=C1NC(=Nc2ncc(nc12)C(O)C(O)CO)N 

442 Brc1c2nc3c(cccc3C(=O)NCC[NH+](C)C)c(N)c2ccc1 

443 O1C2CC(O)C(O)C(O)C12CO 

444 O=C1c2c(n(C)c(CCCO)c2CO)C(=O)C=C1N1CC1 

445 [NH2+](CC)C 

446 O(c1c2c(nc(nc2N)N)ccc1)c1ccc(OC)cc1 

447 SCCOCCOCCOCCOCCOCCOCCO 

448 BrCCCCCCCCCCCC(=O)[O-] 

449 [NH2+]1CC2CCC1(C)C2(C)C 

450 
s1c(CCOP(OP(=O)([O-])[O-])(=O)[O-

])c([n+](c1C(=O)C)[CH-]c1cnc(nc1N)C)C 

451 

O(C(=O)N)C1/C(=C\C(C)C(O)C(OC)CC(CC2=C(OC

)C(=O)C=C(NC(=O)/C(=C\C=C/C1OC)/C)C2=O)C)/

C 

452 O(C(=O)CCCCCCC)CCCCCCCCCCCCCCCC 

453 S(=O)(=O)(N)c1ccc(cc1)C(=O)NCc1ccc(F)cc1 

454 
P(OP(OP(OCC1OC(N2C=CC(=NC2=O)N)C(O)C1O)

(=O)[O-])(=O)[O-])(=O)([O-])[O-] 

455 

s1c(ccc1C)C\1CC2OC(O)(C(=O)C(=O)N3C(CCCC3)

C(OC(CC(=O)C(\C=C(\C)/C(O)C(OC)C(=O)C(CC(\

C=C/C=C\C=C/1\C)C)C)C)C(CC1CC(OC)C(O)CC1)

C)=O)C(CC2)C 

456 O1C2([N-]C(=O)N(O)C2=O)C(O)C(O)C(O)C1CO 

457 
P(OP(OP(OCC1OC(N2C=C(C)C(=O)NC2=O)CC1O)

(=O)[O-])(=O)[O-])(=O)([O-])[O-] 

458 
P(OCC1OC(N2C=CC(=NC2=O)N)C(O)C1O)(=O)([

O-])[O-] 

459 

O=C([O-])CC1(C)C2([NH2+]C(C1CCC(=O)[O-

])=C(C1=N\C(=C/C3=N\C(=C(/C4=NC2C(CC(=O)[

O-])C4(CCC(=O)[O-])C)\C)\C(CCC(=O)[O-

])C3(C)C)\C(CCC(=O)[O-])C1(CC(=O)[O-])C)C)C 

460 S(=O)(CCC([NH3+])C(=O)[O-])C 

461 S(CC([NH3+])C(=O)[O-])CC(=O)[O-] 

462 P(OC(C(N)C(=O)[O-])C)(=O)([O-])[O-] 

463 

P(OC1(OC(C(O)C(O)CO)C(NC(=O)C)C(O)C1)C(=O

)[O-

])(OCC1OC(N2C=CC(=NC2=O)N)C(O)C1O)(=O)[O

-] 

464 S(SCCO)CCO 

465 OC1(N=C(CC(C)C)C(=O)N1CC=O)C(N)C(O)C 

466 Oc1nc(nc2n(cnc12)C)N 

467 OC(Cc1ccccc1)C(=O)[O-] 

468 P(OCC(O)C(O)C(=O)C)(=O)([O-])[O-] 

469 
O=C(NC(CCCNC(=[NH2+])N)C(=O)[O-

])CCC(=O)[O-] 

470 OB(O)c1ccc(cc1)\C=C\C(=O)[O-] 

471 
O(c1cccc(-

c2[nH]c3cc(ccc3n2)C(=[NH2+])N)c1O)C1CCCC1 

472 Oc1ccccc1CC=C 

473 O=C(Nc1nc(ccn1)-c1n2c(nc1C)C=CC=C2)C 

474 S(CC)C(=[NH2+])N 

475 OCCCC[NH3+] 

476 O=C([O-])c1[nH]ccc1 

477 O=C(Nc1ccccc1)CCCCCCC(=O)NO 

478 P(OCC(O)C(O)C(O)C(O)CO)(=O)([O-])[O-] 

479 

P(OC1OC(C)C(O)C(O)C1O)(=O)([O-

])NC(CC(C)C)C(=O)NC(Cc1c2c([nH]c1)cccc2)C(=O

)[O-] 

480 
[NH3+]C1NC(NC2C1CC(CC2)C[NH+]1C2C(CCCC

2)CC1)N 

481 
Clc1cccc(Cl)c1C1=Cc2c(nc(nc2)Nc2cc(SC)ccc2)N(C

)C1=O 

482 O=C([O-])C([NH3+])CCCC=O 

483 O(CCOCCO)CCOCCO 

484 OC(C[NH3+])C 

485 

Clc1c(ccc(OCc2oc(cc2)C(=O)[O-])c1Cl)-

c1nn(C)c(c1)C1CCN(CC1)C(=O)CNC(=O)C(NC(=[

NH2+])N)CC(C)C 

486 
SCC(NC(=O)CCCC([NH3+])C(=O)[O-

])C(=O)NC(C(C)=C)C(=O)[O-] 

487 
O1C2N(C(=O)C2(OC)NC(=O)C(C(=O)[O-

])c2ccc(O)cc2)C(C(=O)[O-])=C(C1)C 

488 P(O)(=O)([O-])CC1CC(O)(CC(O)C1O)C(=O)[O-] 

489 
O1C(CC=2Oc3c(c(C(=O)[O-])c(O)c([O-

])c3)C(=O)C=2C1OC)C 

490 O(CC1CCCCC1)c1nc(N)cc2nc[nH]c12 

491 
P(O)(=O)([O-

])CC(OCC1OC(n2c3ncnc(N)c3nc2)C(O)C1O)=O 

492 OC(C(NC(=O)C)CO)c1ccc([N+](=O)[O-])cc1 

493 
S(=O)(=O)(N)c1ccc(cc1)C(=O)NCc1c(F)c(F)c(F)c(F)

c1F 

494 O1C(CO)C(O)C(O)C(NC(=O)C)C1OC 

495 [O-][N+](CCCCCCCCCC)(C)C 

496 
S1c2cc(O)ccc2OC(C1c1ccc(O)cc1)c1ccc(OCC([NH+

]2CCCC2)C)cc1 

497 
s1c(ccc1CNc1[nH]c2c(n1)cccc2)-

c1nc(sc1)[NH+]=C(N)N 

498 Clc1cc(Cl)ccc1C(O)(CCCCCC)Cn1ccnc1 

499 S(=O)(=O)([O-])CCC[N+](CC)(C)C 

500 O=C([O-])c1ccccc1NC(=O)C(=O)[O-] 

501 
P(OP(OCC1OC(n2c3N=C(NC(=O)c3nc2)N)C(O)C1

O)(=O)[O-])(=O)([O-])N 

502 O=C([O-])C(CCCC)CN(O)C=O 



503 
O1C(C)(C2C(OC)C(OC(=O)\C=C\C=C\C=C\C=C\C(

=O)[O-])CCC2(O)C)C1CC=C(C)C 

504 O1C(CO)C(O)C(O)C(O)C1OCCC1OC1 

505 O=C(Nc1n[nH]c(c1)C1CC1)c1ccccc1 

506 O=C(N)CC(=O)[O-] 

507 O=C([O-])C(NC(=O)NO)Cc1ccccc1 

508 O=C([O-])C([NH3+])CC(=O)[O-] 

509 

[Co]123[N+]4=C5C(CCC(=O)N)C(CC(=O)N)(C)C4(

C4=[N+]1C(C(CCC(=O)NCC(OP(OC1C(O)C(OC1C

O)n1c6c(nc1)cc(OC)cc6)(=O)[O-

])C)(C)C4CC(=O)N)=C(C1=[N+]2C(=CC2=[N+]3C(

C(CC(=O)N)(C)C2CCC(=O)N)=C5C)C(C)(C)C1CC

C(=O)N)C)C 

510 ClCC(=O)C 

511 S1CC2NC(=O)NC2C1CCCC(=O)[O-] 

512 
O1C(CO)C(O)C(O)C(OC2OC(CO)C(O)C(O)C2O)C1

Oc1ccc(cc1)C([NH3+])C(=O)[O-] 

513 O=C([O-])C(N)=C 

514 
OC1CC2C(C3CCC(C(CCC(=O)NCC(=O)[O-

])C)C13C)C(O)CC1CC(O)CCC12C 

515 O=C1NC(=NC=2NCC(NC1=2)C(O)C(O)C)N 

516 S1SCC(O)C(O)C1 

517 O=C(N)c1cccnc1 

518 
s1c(ccc1/C(=N/C(=O)C(CCc1ccccc1)CS)/C(=O)[O-

])Cn1nnnc1 

519 
P(OC1C(O)C(OC1CO)N1C=CC(=O)NC1=O)(=O)([

O-])[O-] 

520 O1C(C(=O)N)C(O)C(O)C(O)C1CO 

521 O1C(C(=O)[O-])C(OC)C(O)C(O)C1O 

522 P(OCC(=O)[O-])(=O)([O-])[O-] 

523 ONC(=[NH2+])NCCCC 

524 O1C(O)C(O)C(O)C=C1C(=O)[O-] 

525 P(OCC(=O)NO)(=O)([O-])[O-] 

526 
s1c2c(nccc2)cc1S(=O)(=O)NC1CCN(Cc2cc(ccc2O)C

(=[NH2+])N)C1=O 

527 O1C(CO)C(O)C(O)C1N1C=CC(=O)NC1=O 

528 P(Oc1c2nc(ccc2ccc1)C#N)(=O)([O-])[O-] 

529 OC(Cn1c2ncnc(N)c2nc1)C 

530 O(Cc1ccccc1)C(=O)NC(Cc1ccccc1)C(=O)C[N+]#N 

531 OC(CCCCCCCCCCC)CC(=O)[O-] 

532 C(CCCCCC)CCCCC 

533 OCCCO 

534 
BrCC(=O)NCCC(=O)NC(C(=O)NCCc1ccc(NC(=O)

C(=O)[O-])cc1)CO 

535 

Clc1nc(cnc1N1CCN(CC1)C)C(=O)N1CC(N(CC1)CC

(O)CC(Cc1ccccc1)C(=O)NC1C(CCC1O)C)C(=O)NC

(C)(C)C 

536 O(C(C(=O)[O-])=C)C1=CC=CC(C(=O)[O-])C1O 

537 

P(OCC1OC(NC(=O)C[NH2+]CC(O)(Cc2cc3c(nc(nc3

O)N)cc2)c2ccc(cc2)C(=O)NC(CCC(=O)[O-

])C(=O)[O-])C(O)C1O)(=O)([O-])[O-] 

538 
O=C1N=C(NC=2N=CC(N(C1=2)CO)CNc1ccc(cc1)C

(=O)NC(CCC(=O)[O-])C(=O)[O-])N 

539 
O1C(CO)C(O)C(O)C(O)C1Oc1cc(cc([N+](=O)[O-

])c1)C(=O)N 

540 
O(C)c1cc(ccc1O)CN1C(Cc2ccccc2)C(O)CN(N(Cc2c

c(OC)c(O)cc2)C1=O)Cc1ccccc1 

541 O(CCO)C 

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

543 Brc1c(OCCCC(CCC(=O)[O-])C(=O)[O-

])cc(cc1OC)Cc1cnc(nc1N)N 

544 
s1c2c(nc1C(=O)C(NC(=O)C1N(CC(O)C1)C(=O)C)C

CCNC(=[NH2+])N)cccc2 

545 S1C=C(NC=C(C=O)C1c1nnn(c1)C)C(=O)[O-] 

546 [PH](=O)([O-])C 

547 O=C([O-])c1cc(NC(=O)C[NH3+])c(NC(=O)C)cc1 

548 P(O)(=O)([O-])[O-] 

549 

[Fe]123[NH+]4C5=Cc6n1c(C=C1N2C(=CC=2N3C(=

CC4=C(CCC(=O)[O-])C5(CC(=O)[O-

])C)C(CC(=O)[O-])(C)C=2CCC(=O)[O-

])C(CC(=O)[O-])=C1CCC(=O)[O-])c(CCC(=O)[O-

])c6CC(=O)[O-] 

550 
P(OP(OCC1OC(n2c3N=C(NC(=O)c3nc2)N)C2OP(O

C12)(=O)[O-])(=O)[O-])(=O)([O-])[O-] 

551 S(OC1C(O)C(O)C(OC1CO)O)(=O)(=O)[O-] 

552 Oc1cc(O)ccc1C(=O)[O-] 

553 
O1c2cc(ccc2OC1)-c1c(n[nH]c1C(=O)[O-])-

c1cc(CC)c(O)cc1O 

554 
O=C(NCCC[NH+](C)C)c1c2[nH+]c3c(cccc3)c(N)c2c

cc1 

555 OC(C(O)C)(C[NH3+])C 

556 P(OC1C(O)C([NH3+])C(OC1CO)O)(=O)([O-])[O-] 

557 P(OC1OC(CO)C(O)C(O)C1O)(=O)([O-])[O-] 

558 

ClCCN1C(=O)C2(OC1=O)CC1(C3[NH+](CCC34C2

N(c2cc(OC)c(cc24)C2(CC3CC(O)(C[NH+](C3)CCc3

c2[nH]c2c3cccc2)CC)C(OC)=O)C)CC=C1)CC 

559 
P(OCC1OC(N2C=CC(=NC2=O)N)CC1)(=O)([O-

])[O-] 

560 
OC1C(O)C(N(Cc2cc(N)ccc2)C(O)N(Cc2cc(N)ccc2)C

1Cc1ccccc1)Cc1ccccc1 

561 
O1C(C)C(NC2C=C(CO)C(O)C(O)C2O)C(O)C(O)C1

OC1C(O)C(O)C(OC1CO)O 

562 S(CCC([NH3+])C(=O)[O-])C 

563 
S(OCC12OC(OC1C1OS(OC1CO2)(=O)=O)(C)C)(=

O)(=O)N 

564 S(C)c1ncnc2n(cnc12)C1OC(CO)C(O)C1O 

565 O=C1CC(CC(O)O)C(C)(C)C1C 

566 s1c(-c2nc(ncc2)Nc2ccc(cc2)C(F)(F)F)c(nc1C)C 

567 
S(OCC1OC(n2c3ncnc(N)c3nc2)C(O)C1O)(=O)(=O)

N 

568 FC(F)(F)C([O-])([O-])C(F)(F)F 

569 

[Fe]123[NH+]4C5=Cc6n1c(C=C1N2C(=CC=2N3C(=

CC4=C(C)C5C=C)C(C(O)=C)C=2C)C(C)=C1CCC(=

O)[O-])c(CCC(=O)[O-])c6C 

570 O=C([O-])C([NH3+])(C)C 

571 OC(C(O)C(O)C)C(O)C=O 

572 [nH]1c2c(nc1)cccc2 

573 
S(=O)(=O)([O-])NP(=O)(NCCCC([NH3+])C(=O)[O-

])N 

574 O(CCC([NH3+])C(=O)[O-])CC[NH3+] 

575 
S(\C(=[NH+]\CCCCCCCCCCCCCC\[NH+]=C(\SC)/

N)\N)C 

576 
P(OCc1cnc(C)c(O)c1C[NH2+]C(CCCC)C(=O)[O-

])(=O)([O-])[O-] 

577 [Hg]c1ccc(S(=O)(=O)[O-])cc1 

578 S(C)c1cc(Nc2ncnc3c2cc(OC)c(OC)c3)ccc1 

579 [NH3+]C1CCCCC1 

580 
OC1(CCC2C3C(=C4C(=CC(=O)CC4)CC3)C=CC12

C)C 

581 S(=O)(=O)([O-])CC(NC(=O)CCC([NH3+])C(=O)[O-



])C(=O)NCC(=O)[O-] 

582 
[nH+]1c2c(CCCC2)c(NCCn2nncc2CCCCCC[n+]2c3

cc(N)ccc3c3c(cc(N)cc3)c2-c2ccccc2)c2c1cccc2 

583 Clc1sc(Cl)cc1-c1nc(ncc1)N 

584 
P(OCCCN1C2=C(NC(=O)NC2=O)N(CC(O)C(O)C(

O)CO)C1=O)(=O)([O-])[O-] 

585 OC(CCCCC)C=C 

586 Oc1nc[nH]c2-c1nnc2 

587 S(=O)(=O)(N)c1ccc(cc1)C(=O)NCc1cc(F)ccc1F 

588 O=C([O-])CN(CC(=O)[O-])CC(=O)[O-] 

589 P(OCC(O)C(O)C(O)C(=O)[O-])(=O)([O-])[O-] 

590 
O1CCN(CC1)CCOc1c2c(cccc2)c(NC(=O)Nc2n(nc(c

2)C(C)(C)C)-c2ccc(cc2)C)cc1 

591 
S(=O)(=O)(n1ncc(c1)-

c1c2cc(ccc2ccc1OC)C(=[NH2+])N)C 

592 O1CCCC1C(=O)[O-] 

593 P(=O)([O-])([O-])C1([NH3+])CC1 

594 O=C[CH-]C=O 

595 

O(c1ccc(NC(=O)c2cc([N+](=O)[O-

])ccc2)cc1NC(=O)c1cc([N+](=O)[O-

])ccc1)c1cc(C(=O)[O-])c(cc1)C(=O)[O-] 

596 
Fc1ccc(cc1)C=1CC[NH+](CC=1)CCCC=1NC(=O)c2

c(N=1)c(ccc2)C 

597 

S(=O)(=O)(NC(CC(=O)[O-

])C(=O)NC(Cc1ccc(cc1)C(=[NH2+])N)C(=O)N1CC

CCC1)c1c(C)c(C)c(OC)cc1C 

598 s1ccnc1C(CC)C 

599 O=C([O-])C([NH3+])CC(=O)[O-] 

600 Fc1[nH]c(N)c-2nc(nc-2n1)Cc1cc(OC)ccc1OC 

601 [N+](C)(C)(C)C 

602 P(OC1OC(CO)C(O)C1O)(=O)([O-])[O-] 

603 OCCCC([NH3+])C(=O)[O-] 

604 OC1C(O)C(O)C(O)C(O)C1O 

605 P(Oc1ccccc1C=O)(OCC1CCCCC1)(=O)[O-] 

606 O1[N-]C(=O)C([NH3+])C1 

607 O1CCOB1OCCCNC(=[NH2+])N 

608 s1c2c(nc1SCCCS(=O)(=O)[O-])cccc2 

609 O1C(C(O)C(O)C(O)C1CO)c1[nH]c2cc(ccc2n1)C 

610 O=C([O-])C([NH3+])CCCCC(=O)[O-] 

611 P(O)(=O)([O-])CCN(O)C=O 

612 Ic1c2cc(sc2ccc1)C(=[NH2+])N 

613 OB(O)c1ccc(cc1)C(=O)[O-] 

614 
P(OCC1OC(n2c3ncnc(N)c3nc2)C(O)C1O)(=O)([O-

])CP(O)(=O)[O-] 

615 [Cu]123[Cu]45[Cu]1[S+2]24[Cu]35 

616 O1C(C(=O)[O-])C(O)C(O)C(O)C1O 

617 
Oc1c(cccc1-c1[nH]c2c(c1)cc(cc2)C(=[NH2+])N)-

c1ccccc1 

618 O1C(CO)C(O)C(O)C1n1c2ncnc(N)c2cc1 

619 

S(CCNC(=O)CCNC(=O)[C@]1(O)[C@H](OP(OP(O

C[C@H]2O[C@@H](n3c4ncnc(N)c4nc3)[C@@H](

O)[C@@H]2OP(=O)([O-])[O-])(=O)[O-])(=O)[O-

])C1(C)C)C(=O)\C=C\c1cc(OC)c(O)c(OC)c1 

620 S(CCC(SSCCO)CCCCC(=O)[O-])C[NH3+] 

621 
O1C(OC2OC(CO)C(O)C(O)C2O)(CO)C(O)C(O)C1C

OC(=O)CCCCCCC 

622 O=C1NC(=Nc2ncc(nc12)CO)N 

623 
P(OCC1OC(n2c3c(nc2)ncnc3)C(O)C1O)(=O)([O-

])[O-] 

624 SCC([NH3+])C(=O)[O-] 

625 

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

)c(O)c(O)c2)C(OC(=O)c2cc(O)c(O)c(O)c2)C(OC(=O

)c2cc(O)c(O)c(O)c2)C1OC(=O)c1cc(O)c(O)c(O)c1 

626 

O1C(C)C(OC2OC(C)C(OC3OC(C)C(=O)CC3)C(O)

C2)C([NH+](C)C)CC1OC1CC(O)(CC)C(O)c2c1c(O)

c1c(c2)C(=O)c2c(C1=O)c(O)ccc2 

627 O=C(CC(C)C)C(=O)[O-] 

628 OC(C(O)C(=O)[O-])CC(=O)C(=O)[O-] 

629 O=C([O-])C(n1nnc(c1)C[NH3+])CC(C)C 

630 [nH]1cncc1-c1ccccc1 

631 Oc1ccccc1 

632 
O=C(Nc1cc(Nc2nc(ccn2)-

c2cccnc2)c(cc1)C)c1ccc(cc1)CN1CC[NH+](CC1)C 

633 
s1c2S(=O)(=O)N(C(=Cc2cc1S(=O)(=O)N)CN1CCO

CC1)c1cc(O)ccc1 

634 O1C(CO)C(=O)C(O)C1n1c2ncnc(N)c2nc1 

635 OC(C(O)CO)CO 

636 

P(OCC1OC(n2c3ncnc(N)c3nc2)C(O)C1O)(OP(OP(O

P(OP(OCC1OC(N2C=C(C)C(=O)NC2=O)CC1O)(=O

)[O-])(=O)[O-])(=O)[O-])(=O)[O-])(=O)[O-] 

637 O1CC(O)C(O)C=C1C(=O)[O-] 

638 Oc1cc(O)ccc1C(=O)\C=C\c1ccc(O)cc1 

639 
P(OCc1cnc(C)c(O)c1C[NH2+]C(\C=C\OCC[NH3+])

C(=O)[O-])(=O)([O-])[O-] 

640 
SCC(NC(=O)CCC([NH3+])C(=O)[O-

])C(=O)NCC(=O)NCCC[NH2+]CCCC[NH3+] 

641 S(=O)(=O)([O-])CC[NH2+]C1CCCCC1 

642 

S(SCC(NC(=O)CCC([NH3+])C(=O)[O-

])C(=O)NCC(=O)[O-

])CC(NC(=O)CCC([NH3+])C(=O)[O-

])C(=O)NCC(=O)[O-] 

643 

Brc1cc(cc(Br)c1[O-

])C(=O)c1c2c(oc1CC)cc(S(=O)(=O)Nc1ccc(S(=O)([

O-])=Nc3sccn3)cc1)cc2 

644 o1nc(O)c(CC([NH3+])C(=O)[O-])c1C(C)(C)C 

645 O1CC2N(C3=C(N=C(NC3=O)N)NC2)C1=O 

646 O1C(CO)C(O)C(O)C(O)C1OCCCCCCC 

647 O=C([O-])c1cc(NC(N)N)c(NC(=O)C)cc1 

648 

P(OC1C(OP(=O)([O-])[O-])C(OP(=O)([O-])[O-

])C(O)C(OP(=O)([O-])[O-])C1OP(=O)([O-])[O-

])(=O)([O-])[O-] 

649 
Brc1nc2c(ncnc2N)n1C1OC(COP(=O)([O-])[O-

])C(O)C1O 

650 [As](SCC([NH3+])C(=O)[O-])(=O)([O-])[O-] 

651 O=C([O-])C1N(CCC1)C(=O)C 

652 SCCC(=O)N1CCc2c([nH]c3c2cccc3)C1 

653 
S(OCC1OC(n2c3ncnc(N)c3nc2)C(O)C1O)(=O)([O-

])=NC(=O)C(N)C 

654 Oc1ccc(cc1)C[C@H]([NH3+])C(=O)N 

655 O=C(N(O)C(C)C)C(=O)[O-] 

656 
OC1CCC(NC(=O)C(OC)C(O)C(O)C(O)\C=C\C(C)(C

)C)C(=O)NC1 

657 
P(OC1OC(CO)C(O)C(O)C1NC(=O)C)(OP(OCC1OC

(N2C=CC(=O)NC2=O)C(O)C1O)(=O)[O-])(=O)[O-] 

658 [N+](CC)#C 

659 O=C([O-])CCc1ccc(cc1)C 

660 
O=C1CN(CC1NC(=O)C(NC(OCc1ccccc1)=O)CC(C)

C)C(=O)C(NC(OCc1ccccc1)=O)CC(C)C 

661 SCC(NC(=O)CCC([NH3+])C(=O)[O-])C(=O)[O-] 

662 OC1C([NH2+]CC1O)CO 



663 s1c[n+](Cc2cnc(nc2N)C)c(C)c1CCOP(=O)([O-])[O-] 

664 
O1C(C(O)C(O)CO)C(NC(=O)C)C(NC(=[NH2+])N)C

C1C(=O)[O-] 

665 
OC(C([NH3+])Cc1ccccc1)C(=O)NC(CC(C)C)C(=O)[

O-] 

666 O=C([O-])C(CC([NH3+])C(=O)[O-])C 

667 
P(OCc1cnc(C)c(O)c1C[NH2+]CC(OP(=O)([O-])[O-

])C)(=O)([O-])[O-] 

668 O1C(C)C([NH3+])C(O)C(O)C1O 

669 
S(=O)([O-])C(C(N\C=C\C=O)C(=O)[O-

])(Cn1nncc1)C 

670 
P(OC1CC(OC1CO)N1C=CC(=O)NC1=O)(=O)([O-

])[O-] 

671 
S1CC(CC(OC)=O)=C(NC1C(NC(=O)Cc1sccc1)C=O

)C(=O)[O-] 

672 

O1[C@H](CN(CC[C@H]([NH3+])C(=O)[O-

])C)[C@@H](O)[C@@H](O)[C@@H]1n1c2ncnc(N)

c2nc1 

673 O=C1NC(=O)NC=C1C 

674 O1c2c(C(=O)CC1c1ccc(O)cc1)c(O)cc(O)c2 

675 
O=C(NC(CCc1ccccc1)CCC(=O)[O-

])CCCCCCc1ccccc1 

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

677 

S(=O)(=O)([O-

])c1cc2c(c(O)c1\N=N\c1ccccc1S(=O)(=O)[O-

])c(Nc1nc(nc(n1)N)N)cc(S(=O)(=O)[O-])c2 

678 
Brc1ccc(cc1)-c1n(nc(c1)C(F)(F)F)-

c1ccc(S(=O)(=O)N)cc1 

679 O1C2([N-]C(=O)N(C)C2=O)C(O)C(O)C(O)C1CO 

680 

P(=O)([O-])([O-

])C(F)(F)c1ccc(cc1)CC(NC(=O)C(NC(=O)c1ccccc1)

CCC(=O)[O-])C(=O)NC(Cc1ccc(cc1)C(P(=O)([O-

])[O-])(F)F)C(=O)N 

681 P(OCC(O)CO)(OCC[NH3+])(=O)[O-] 

682 
P(OC1OC(CO)C(O)C(O)C1F)(OP(OCC1OC(N2C=C

C(=O)NC2=O)C(O)C1O)(=O)[O-])(=O)[O-] 

683 
Fc1cc2nc([nH]c2cc1C(=[NH2+])N)-

c1cccc(OCC(C)C)c1O 

684 SCP(O)(=O)[O-] 

685 [nH]1c2c(ncnc2N)cc1 

686 [se]1c2c([nH]cc2CC([NH3+])C(=O)[O-])cc1 

687 O=C1NC(=O)NC=C1C#C 

688 P(Oc1c2NCCCc2ccc1)(=O)([O-])[O-] 

689 

P(OCC1OC(n2c3ncnc(N)c3nc2)C(O)C1O)(OP(OCC1

OC([n+]2cc(ccc2)C(=O)N)C(O)C1O)(=O)[O-

])(=O)[O-] 

690 
O(Cc1ccccc1)C(=O)NC(CCCNC(N)N)C(=O)NC(C(=

O)C)C 

691 O=C1C2CC(C1)CC2 

692 P(OC1C(O)C(O)C(O)C(O)C1O)(=O)([O-])[O-] 

693 
P(OCC(O)C(O)C(O)CNc1ccccc1C(=O)[O-])(=O)([O-

])[O-] 

694 

S1C2N(C(C(=O)[O-

])C1(C)C)C(=O)C2NC(=O)CCCC([NH3+])C(=O)[O-

] 

695 O(CCOCCOCCOCCOCC)CCOCCOCCOCCO 

696 C1CCCCC1 

697 [NH2+](CCCC[NH3+])CCC[NH3+] 

698 
Clc1cc(cc(Cl)c1)CNC(=O)c1cc(-

n2nc3c(nc(nc3O)N)n2)ccc1 

699 OCC(n1cc(nc1)C(=O)N)CCc1c2c(ccc1)cccc2 

700 P(=O)([O-])([O-])C([NH2+]Cc1ccccc1)c1ccccc1 

701 Oc1ccc(N2N(C(=O)[C-](CCCC)C2=O)c2ccccc2)cc1 

702 O=C([O-])C([NH3+])CCCC([NH3+])C(=O)[O-] 

703 

P(=O)([O-])([O-

])C(F)(F)c1ccc(cc1)CC(NC(=O)C)C(=O)NC1CCCC

N(Cc2ccc(cc2)-c2ccccc2)C1=O 

704 Ic1cc(cc(I)c1Oc1cc(I)c(O)cc1)CC(=O)[O-] 

705 O=C1CCC2C3C(CCC12C)C1(C(CC(=O)CC1)CC3)C 

706 

O1C(/C(=C/C2CC(OC)C(Oc3cc4c(n(cc4)C)cc3)CC2)

/C)C(C)C(O)CC(=O)C(\C=C(\C)/C(O)C(CC(OC)C2

OC(O)(C(=O)C(=O)N3C(CCCC3)C1=O)C(CC2OC)

C)C)CC 

707 Oc1ccc(cc1)-c1cc2c3c(ccc2nc1)ccnc3 

708 P(=O)([O-])([O-])C(=O)Nc1ccc(cc1)CC 

709 P(OCc1c[n+]([O-])c(C)c(O)c1C=O)(=O)([O-])[O-] 

710 Ic1ccccc1CS 

711 P(O)(=O)([O-])CC(=O)NO 

712 

O=C(NC(CCCC[NH3+])C(=O)Nc1ccccc1)C(CCCC)

CNNCC(CCCC)C(=O)NC(CCCC[NH3+])C(=O)Nc1

ccccc1 

713 
S1C(C)(C)C(NC1C(NC(=O)C([NH3+])c1ccc(O)cc1)

C=O)C(=O)[O-] 

714 S(=O)(=O)([O-])CC([NH3+])C(=O)[O-] 

715 O(CC(=O)C(C)C)c1nc(nc2nc[nH]c12)N 

716 

S(OC1C(OC2OC(C(=O)[O-

])C(OC3OC(COS(=O)(=O)[O-

])C(OC)C(OC)C3OS(=O)(=O)[O-

])C(OC)C2OC)C(OC(OC2C(OC)C(OS(=O)(=O)[O-

])C(OC2C(=O)[O-])OC2C(OS(=O)(=O)[O-

])C(OS(=O)(=O)[O-])C(OC2COS(=O)(=O)[O-

])OC)C1OS(=O)(=O)[O-])COS(=O)(=O)[O-

])(=O)(=O)[O-] 

717 
P(OCC1OC(N2C(=O)[CH-

]C(=O)NC2=O)C(O)C1O)(=O)([O-])[O-] 

718 
O1C(=O)C=C(C2CCC3(O)C4C(CC(O)C23C)C2(C(C

C(O)CC2)CC4)C)[CH-]1 

719 [Hg+]C 

720 O=C(NC1CCCCC1)NCCCCCCCCCC 

721 

S(Cc1ccc([N+](=O)[O-

])cc1)CC(NC(=O)CCC([NH3+])C(=O)[O-

])C(=O)NCC(=O)[O-] 

722 OCCC(=O)[O-] 

723 
S(OCC([NH3+])C(=O)[O-

])(=O)(=O)CCCCCCCCCCCCCCCC 

724 S=C(Nc1ccccc1)N 

725 O(C)c1ccc(OC)cc1Cc1cnc2nc(nc(N)c2c1C)N 

726 O=C1NC(=NC(NC)=C1[N+](=O)[O-])N 

727 OCC[NH+](CC(=O)[O-])CCO 

728 C(CCCCCCC)CCCCCCC 

729 O1CC(O)C(O)C(O)C1OC1CCNC(=O)C1O 

730 O=C([O-])/C(/N)=C/C 

731 
P(OC1OC(C)C(O)C(O)C1O)(OP(OCC1OC(N2C=C(

C)C(=O)NC2=O)CC1O)(=O)[O-])(=O)[O-] 

732 Clc1ccc(cc1)C(=O)[O-] 

733 S1C2OC(CO)C(O)C(O)C2N=C1C 

734 OCC([NH3+])(CO)CO 

735 SC(CCCCC(=O)[O-])CCS 

736 O(C)c1cc(OO)ccc1O 

737 O1C(CO)C(O)CC(O)C1OCCCCCC 



738 O=C([O-])C([NH3+])CCC=O 

739 Clc1cc(Cl)ccc1Oc1ccc(OC(C(=O)[O-])C)cc1 

740 O=C(N)CCCCCCC\C=C\CCCCCCCC 

741 n1ccn(C)c1C 

742 S(CCC([NH3+])C(=O)[O-])C(F)(F)F 

743 O=C([O-])C([NH3+])CCCCNC(=O)[O-] 

744 FC(F)(F)c1ccc(NC(=O)C(C(O)C)C#N)cc1 

745 
O(CCCCCCOc1ccc(cc1)C(=[NH2+])N)c1ccc(cc1)C(

=[NH2+])N 

746 O=CC(N)Cc1[nH]cnc1 

747 
P(OCCCN1C2=C(NC(=O)NC2=O)N(CC(O)C(O)C(

O)CO)C1=O)(=O)([O-])[O-] 

748 P(OC(O)C(N)C(=O)[O-])(=O)([O-])[O-] 

749 
P(OCC[N+](C)(C)C)(=O)([O-

])CCC(OC(=O)CCCCC)COC(=O)CCCCC 

750 o1c(nnc1C(C)(C)C)C(=O)C1[NH2+]CCC1 

751 O=C([O-])CCCCCCCCC 

752 [Cu+2](O)(O)(n1ccnc1)(n1ccnc1)(n1ccnc1)n1ccnc1 

753 O=C 

754 
O(c1cc(ccc1OC)C1(CCC(CC1)C(=O)[O-

])C#N)C1CCCC1 

755 

O1C(CC(OC)C(CCC(=O)C(C(OC)C\C=C\N(CO)C)C

)C)C(CC\C=C/c2occ(n2)-c2occ(n2)-

c2occ(n2)C(OC)C(C)C(=O)CC(O)CC(O)CC1=O)C 

756 SC1OC(CO)C(O)C(O)C1O 

757 
OC1CCC2C3C(CCC12C)c1c(CC3CCCCCCCCCCC(

=O)N(CCCC)C)cc(O)cc1 

758 SCC(O)CO 

759 
Clc1cc2[nH]c(cc2cc1C(=[NH2+])N)-c1cccc(-

c2ccccc2)c1O 

760 O1C(CO)C(O)C(O)C1OC1C(O)C(OCC1O)O 

761 O1C(C)C(O)CCC1O 

762 

[Ru+2]123(N4C(C=C(C=C4)CCCCCCCCC(=O)NC4

C5CC6CC4CC(C5)C6)=C4N1C=CC(=C4)C)(N1C(=

C4N2C=CC=C4)C=CC=C1)N1C(=C2N3C=CC=C2)

C=CC=C1 

763 s1c2ncccc2cc1C(=[NH2+])N 

764 
s1cccc1SCC(C(CC(C)C)C(=O)NC(Cc1ccccc1)C(=O)

NC)C(=O)NO 

765 OC1CCC2C3C(CCC12C)C1(C(CC(O)CC1)CC3)C 

766 O=C(Cc1ccccc1)C(=O)[O-] 

767 
P(OCC1OC(n2c3c(nc2)ncnc3N)C(O)C1O)(=O)([O-

])[O-] 

768 O=C([O-])C([NH3+])CCCN\C(=[NH+]\CC=C)\N 

769 Oc1ccc(cc1)CCC(=O)[O-] 

770 O=C([O-])C(=O)[O-] 

771 O=C1NC(=NC=2NCC(NC1=2)C(O)C(O)C)N 

772 
Oc1ccc(NC(=O)\C=C(\C=C\C=C(\C=C\C=2C(CCCC

=2C)(C)C)/C)/C)cc1 

773 OC1CCC2C3C(CCC12C)C1(C(CC(O)CC1)CC3)C 

774 

Clc1c2OC3c4c(C5=CC=CC35OC3OC(C)(C)C([NH+

](C)C)C(O)C3O)cc(cc4)C(OC(=O)c3cc(OC)cc4OC(=

C)C(=O)Nc34)COC(=O)CC([NH3+])c(cc2O)c1 

775 

[Zn]123[N+]4=C5C=c6n1c(=CC1=[N+]2C(=Cc2n3c(

C=C4C(C=C)=C5C)c(C)c2C=C)C(C)=C1CCC(=O)[

O-])c(CCC(=O)[O-])c6C 

776 
S1C2N(C(=O)C2NC(=O)CCCC([NH3+])C(=O)[O-

])C(C(=O)[O-])=C(C1)C 

777 Oc1ccc(cc1)CCCCCCC 

778 P(OCC[N+](C)(C)C)(=O)([O-])[O-] 

779 
SC(Cc1ccccc1)C(=O)NC(Cc1ccccc1)C(=O)NC(Cc1c

cc(O)cc1)C(=O)[O-] 

780 [S-]\C(=[NH+]\CCCC([NH3+])C(=O)[O-])\N 

781 
O(O)C1(N=C2N(C=C(NC2CC2CCCC2)c2ccc(O)cc2

)C1=O)Cc1ccc(O)cc1 

782 P1(OC(CO)(C)C(O)COP(O1)(=O)[O-])(=O)[O-] 

783 

Brc1nc2c(ncnc2N)n1C1OC(COP(OP(OCC2OC([n+]3

cc(ccc3)C(=O)N)C(O)C2O)(=O)[O-])(=O)[O-

])C(O)C1OP(=O)([O-])[O-] 

784 

Clc1c2OC(=O)C(NC(=O)c3cc(CC=C(C)C)c(O)cc3)=

C([O-

])c2ccc1OC1OC(C)(C)C(OC)C(OC(=O)c2[nH]c(cc2)

C)C1O 

785 S1C(O)c2c(OC1N)cccc2 

786 
P(OCCCN1C2=C(NC(=O)NC2=O)N(CC(O)C(O)C(

O)CO)C1=O)(=O)([O-])[O-] 

787 [Hg]c1ccc(cc1)C(=O)[O-] 

788 S(OC1COC(=CC1O)C(=O)[O-])(=O)(=O)[O-] 

789 
S(Cc1ccccc1)CC(NC(=O)C(NC(=O)N1CCOCC1)Cc

1ccccc1)C=O 

790 [NH+](CCC=C(C)C)(C)[C@H]1CCC(=CC1)C 

791 O1C(CO)C(O)C(O)C(O)C1O 

792 
O1C(C(O)C(O)CO)C(NC(=O)C)C(O)C=C1C(=O)[O-

] 

793 O=C(NCC([NH3+])C(=O)[O-])c1ccccc1 

794 O=C([O-])CCC(C)C 

795 P(OCC(N)Cc1[nH]cnc1)(=O)([O-])[O-] 

796 P(O)(=O)([O-])CCCC 

797 O=C([O-])c1cc2c([nH]cc2)cc1NC(=O)C(=O)[O-] 

798 

P(=O)([O-])([O-])c1cc(ccc1OCC(=O)[O-

])CC(NC(=O)C)C(=O)NC(C)c1cc(C(=O)N)c(OCC2C

CCCC2)cc1 

799 Brc1ccc(OCCCON2C(N=C([NH+]=C2N)N)(C)C)cc1 

800 O(C)c1cc(ccc1)-c1[nH]c2c(n1)cccc2C(=O)N 

801 O1C(C[NH+](CC1C)CCCCCCCCNC=O)C 

802 

P(OC1OC(C(=O)[O-

])C(O)C(O)C1O)(OP(OCC1OC(n2c3N=C(NC(=O)c3

nc2)N)C(O)C1O)(=O)[O-])(=O)[O-] 

803 

S(S)CCNC(=O)CCNC(=O)C(O)C(COP(OP(OCC1O

C(n2c3ncnc(N)c3nc2)C(O)C1OP(=O)([O-])[O-

])(=O)[O-])(=O)[O-])(C)C 

804 O=C([O-])C([NH3+])(CC(C)C)C 

805 OC(C(CC(=O)[O-])C(=O)[O-])(C(=O)[O-])C 

806 O=C(C(C)C)C(=O)[O-] 

807 
OC(C([NH3+])Cc1ccccc1)C(=O)N1CCCC1C(=O)N1

CCCC1C(=O)NC(C(=O)N)C 

808 OCCC(=O)C 

809 
O1C(CO)C(O)C(O)C(O)C1OC1C(O)C(O)C(O)NC1C

O 

810 
P(OC1OC(CO)C(F)C(O)C1O)(OP(OCC1OC(N2C=C

C(=O)NC2=O)C(O)C1O)(=O)[O-])(=O)[O-] 

811 
O(C(=O)CO\N=C(/C1(CC1)c1cc2nc(n(c2cc1)C)CNc

1ccc(cc1)C(=[NH2+])N)\c1ncccc1)CC 

812 

S(CCNC(=O)CCNC(=O)C(O)C(COP(OP(OCC1OC(

n2c3ncnc(N)c3nc2)C(O)C1OP(=O)([O-])[O-

])(=O)[O-])(=O)[O-

])(C)C)C(=O)\C=C\c1ccc(N(C)C)cc1 

813 O=C1NC(=O)NC(NCC(O)C(O)C(O)CO)=C1N=O 

814 O(C)c1cc2[nH]cnc2cc1 

815 Clc1ccc(cc1)C1N(C(=O)N2CC[NH2+]CC2)C(=NC1c



1ccc(Cl)cc1)c1ccc(OC)cc1OC(C)C 

816 
Ic1cc(cc(I)c1[O-

])CC(NC(=O)C)C(=O)NC(C(O)C)C(=O)[O-] 

817 

O1[N-

]C(=O)C2=C1CCCC=C2C[C@H]([NH3+])C(=O)[O-

] 

818 
S(CC(NC(=O)CCC([NH3+])C(=O)[O-

])C(=O)NCC(=O)[O-])CO 

819 O=C(N)CC 

820 O=C([O-])[C@]([NH3+])(CC)C 

821 S(=O)(=O)(N)c1ccc(cc1)C(=O)NCc1ccc(F)cc1F 

822 O=C([O-])C 

823 
S(CC(NC(=O)CCC([NH3+])C(=O)[O-

])C(=O)NCC(=O)[O-])C1c2c(-c3c(cccc3)C1O)cccc2 

824 
P(OCC1OC(n2c3ncnc(N)c3nc2)C(O)C1O)(OC(=O)C

(N)Cc1[nH]cnc1)(=O)[O-] 

825 O=C([O-])C(=N)C 

826 O=C(NC1CCCCC1)NCCCc1ccccc1 

827 
Brc1cc(cc(-

c2[nH]c3c(c2)cc(cc3)C(=[NH2+])N)c1O)C 

828 O=C([O-])C([NH3+])C#C 

829 [V](O[V](O)O)(O[V](O)O)(O)O 

830 O=C([O-])CCCCCCC\C=C\CCCCCCCC 

831 O=C([O-])CCC([NH3+])CC 

832 OCCC([NH3+])(CCO)CCO 

833 
S(=O)(=O)(NC(Cc1cc(ccc1)C(=[NH2+])N)C(=O)N1

CCCCC1C(=O)[O-])c1cc2c(cc1)cccc2 

834 
Oc1c2c(ccc1[C@@H](CC)C)cc1c(C(=O)C[C@@H](

C1)[C@H](OC)C(=O)[C@@H](O)[C@H](O)C)c2O 

835 
O1C(CO)C(OC2OC(CO)C(O)C(O)C2O)C(O)C(O)C1

OC1C(O)C(O)C(OC1CO)O 

836 
O=C(N)c1cc(N2CC2)c([N+](=O)[O-

])cc1[N+](=O)[O-] 

837 O=C([O-])CCCCCCC\C=C\CCCCCC 

838 
OC1CC(O)C\C(=C\C=C\2/C3CCC(C(\C=C\C=C\C(O

)(CC)CC)C)C3(CCC/2)C)\C1=C 

839 
Oc1nc(nc2c1cc(cc2)CC(C(=O)[O-

])c1ccc(cc1)C(=O)NC(CCC(=O)[O-])C(=O)[O-])N 

840 Clc1c2c(CCC[NH2+]C2)ccc1Cl 

841 P(OCC(O)C(O)C(O)C(=O)CO)(=O)([O-])[O-] 

842 
SCCCNC(=O)C(NC(=O)CNC(=O)C(NC(=[NH2+])N

)C1CCCCC1)C 

843 
ClC=1CCC2N(C(=O)C2NC(=O)C([NH3+])c2ccccc2)

C=1C(=O)[O-] 

844 O=C(CCC([NH3+])C(=O)[O-])C 

845 S1C(\C=C(\C=C)/C)(C)C([O-])=C(C)C1=O 

846 O1C(C(=O)[O-])C(OC)C(O)C(O)C1O 

847 Oc1cc2c(CCC2[NH2+]CC#C)cc1 

848 S=C1NC(C(C(OCC)=O)=C(N1)C)c1cc(O)ccc1 

849 O(CCOCCOC)CCOCCO 

850 Clc1ccc(NC(=O)Nc2ccc(cc2)C(=[NH2+])N)cc1 

851 S(CC([NH3+])C(=O)[O-])CC(=O)[O-] 

852 O=C([O-])C=O 

853 O=C([O-])CCCC 

854 OC1C(O)CC(C=C1[O-])C(=O)[O-] 

855 OC(CO)C 

856 

O=C1N[C@@H](CCCC(=O)[O-

])C(=O)N[C@@H](CCC\N=C(\NC(=O)C)/N)C(=O)

N2[C@H](CCC2)C(=O)N[C@H]2C[C@@H](O)N([

C@H]1Cc1[nH]cnc1)C2=O 

857 O=C([O-])C\C(=C\C(=O)[O-])\C(=O)[O-] 

858 

O(C(C)(C)C)C(=O)NC(Cc1ccccc1)C(=O)CC(Cc1ccc

cc1)C(=O)NC(CCC(=O)N)C(=O)NC(Cc1ccccc1)C(=

O)N 

859 
P(OC1OC(CO)C(O)C(O)C1O)(OP(OCC1OC(N2C=C

C(=O)NC2=O)C(O)C1O)(=O)[O-])(=O)[O-] 

860 O=C/1NC(=N\C\1=C\1/CCNC(=O)c2[nH]ccc/12)N 

861 
O=C1NC(=NC=2NCC(N(C1=2)C)CNc1ccc(cc1)C(=

O)NC(CCC(=O)[O-])C(=O)[O-])N 

862 OC(CC(=O)[O-])(CC(=O)[O-])C 

863 O=CN(C(C)c1ccccc1)C 

864 OC[C@@H]([NH3+])C(C)C 

865 O=C([O-])C([NH3+])CCC=O 

866 O=C1NC(=NC=2NCC(=NC1=2)C(O)C(O)C)N 

867 
S(=O)(=O)(NC(CC#CCOC)C(=O)[O-])c1ccc(cc1)-

c1ccc(OC)cc1 

868 

[Co]123n4c5C=c6n1c(=Cc1n2c(C=c2n3c(=Cc4c(C)c

5CCC(=O)[O-])c(CCC(=O)[O-])c2C)c(CCC(=O)[O-

])c1C)c(CCC(=O)[O-])c6C 

869 
O(C(=O)C(Cc1cc(ccc1)C(=[NH2+])N)C(NC(=O)c1c

cc(cc1)-c1cc(ccc1)C[NH3+])C)C 

870 O=C1N2C(CCC2)C(=O)NC1CCC[NH+]=C(N)N 

871 [As+](c1ccccc1)(c1ccccc1)(c1ccccc1)c1ccccc1 

872 Fc1cc(ccc1O)C[C@H]([NH3+])C(=O)[O-] 

873 O1C(CO)C(O)C(O)C1n1c2ncncc2nc1 

874 [Hg](I)I 

875 Fc1cc(F)ccc1CO 

876 
P(OCC1OC2([N-]C(=O)N(CCCC(N(O)CO)C(=O)[O-

])C2=O)C(O)C1O)(=O)([O-])[O-] 

877 

O=C([O-

])CCc1c2[nH]c(Cc3[nH]c(Cc4[nH]c(Cc5[nH]c(C2)c(

CCC(=O)[O-])c5C)c(C)c4CCC(=O)[O-

])c(C)c3CCC(=O)[O-])c1C 

878 Oc1c(cccc1O)C(=O)N 

879 OC[C@@H](O)[C@@H](O)CO 

880 [PH](OC(C)C)(OC(C)C)=O 

881 [Mo+9]([O-])([O-])[O-] 

882 

S(C(=O)CC(=O)[O-

])CCNC(=O)CCNC(=O)C(O)C(COP(OP(OCC1OC(n

2c3ncnc(N)c3nc2)C(O)C1OP(=O)([O-])[O-])(=O)[O-

])(=O)[O-])(C)C 

883 O1C(C(O)CO)C(O)C(O)C(O)C1O 

884 [nH]1c2c(cccc2)cc1 

885 Oc1ccc(cc1N)C 

886 O=C(N)C([NH3+])Cc1c2c([nH]c1)cccc2 

887 O=C([O-])C(C([NH3+])C(=O)[O-])C 

888 O=C([O-])C(CC(=O)[O-])CC(=O)[O-] 

889 
O1[C@H](CO)[C@@H](O)[C@H](O)[C@@H](O)C

1=O 

890 
P(OCC1OC(n2c3N=CNC(=O)c3nc2)C(O)C1O)(=O)(

[O-])[O-] 

891 O1C(CO)C(O)C(O)C1n1c[nH+]cc1N 

892 O(Cc1ccccc1)C=O 

893 O=C(N)c1cc(cc(c1)C(=O)[O-])-c1ccc(cc1)-c1ccccc1 

894 OC(CC(=O)[O-])CC(=O)[O-] 

895 
O1C[C@H]2O[C@@H](O)[C@@H](O)[C@@H](O)

[C@@H]2O[C@]1(C(=O)[O-])C 

896 Clc1ccc(C(=O)[O-])c(N)c1O 

897 
Ic1c2c(ncnc2N)n(c1)[C@@H]1O[C@H](CO)[C@@

H](O)[C@H]1O 



898 

o1cc(cc1)C(=O)N[C@@H](C(C)C)C(=O)N[C@@H]

(C(C)C)C(=O)N[C@@H](CC(C)C)C(=O)N[C@H](\

C=C\C(OCC)=O)C[C@@H]1CCNC1=O 

899 
[nH+]1c2c(CCCC2)c(NCCCCCCCCNc2c3c([nH+]cc

2)cccc3)c2c1cccc2 

900 
[nH+]1c2c(CCCC2)c(NCCCCCCCC[NH3+])c2c1ccc

c2 

901 

O1[C@@H]2[C@H](NC1=O)c1c(cccc1)[C@@H]2C

1=CN[C@@](Cc2ccccc2)(C[C@H](O)[C@@H](NC(

OCCOCC)=O)Cc2ccccc2)C1=O 

902 
O1[C@H]2N3C=CC(=O)N=C3O[C@H]2[C@H](O)[

C@H]1CO 

903 

O1[C@@H]2[C@H](N=C1N(C)C)[C@@H](O)[C@

H](O[C@@H]1O[C@H](CO)[C@@H](O[C@@H]3

O[C@H](CO)[C@@H](O)[C@@H](O)[C@H]3NC(

=O)C)[C@@H](O)[C@H]1NC(=O)C)[C@H]2CO 

904 [NH2+](CCCNCCC[NH2+]CC)CCC 

905 BrCCCCCCO 

906 O=C([O-])[C@@H]([NH3+])Cc1ccc(cc1)-c1ccccc1 

907 

OB(O)[C@H](NC(=O)[C@@H](NC(=O)CC[C@H](

NC(OC(C)(C)C)=O)C(=O)[O-

])CCCCNC(OCc1ccccc1)=O)C 

908 Clc1cc(ccc1Cl)-c1c([nH+]c(nc1N)N)C 

909 
O(CCC[C@H]1C[C@](O)(C[C@@H](O)[C@@H]1

O)C(=O)[O-])c1ccccc1 

910 

S(\C(=N/OS(=O)(=O)[O-

])\Cc1ccccc1)[C@@H]1C[C@H](CO)[C@@H](O)[

C@H](O)[C@H]1O 

911 

S(O[C@H]1[C@@H](O)[C@H](O[C@@H](OC[C@

H](NC(=O)CCCCCCCCCCCCC\C=C/CCCCCCCC)[

C@H](O)\C=C\CCCCCCCCCCCCC)[C@@H]1O)C

O)(=O)(=O)[O-] 

912 

O=C1N[C@@H](C)C(=O)N[C@@H](CCC(C[C@@

H]([C@@H](OC)Cc2ccccc2)C)C)[C@H](C)C(=O)\N

=C(/CCC(=O)N(C)[C@@H](C)C(=O)N[C@H](C)C(

=O)N[C@@H](CC(C)C)C(=O)N[C@@H](C(=O)[O-

])[C@@H]1C)\C(=O)[O-] 

913 
S(=O)(=O)(NCCCC[C@H]([NH3+])C(=O)[O-

])c1c2c(ccc1)c(N(C)C)ccc2 

914 

O1[C@H](CO)[C@@H](O)[C@H](O[C@@H]2O[C

@H](CO)[C@H](O)[C@H](O)[C@H]2O[C@@H]2

O[C@@H](C)[C@@H](O)[C@@H](O)[C@@H]2O

)[C@@H](N[C@@H](O)C)[C@@H]1O 

915 
O1[C@H](CO)[C@H](O)[C@H](O)[C@@H](O)[C

@@H]1OCCCCCCCCC(OC)=O 

916 
O[C@H]1C[C@H]2[NH+]([C@H](CC2)[C@H]1C(

OC)=O)C 

917 
Brc1cc(ccc1O)C1(OC(=O)c2c3c1cccc3c(Cl)cc2)c1cc(

Br)c(O)cc1 

918 
S(=O)([O-

])(=Nc1nn[nH]n1)c1cc2c(Oc3c(cccc3)C2=O)cc1 

919 
S(C[C@H](NC(=O)CC[C@H]([NH3+])C(=O)[O-

])C(=O)NCC(=O)[O-])C 

920 
S(=O)(=O)(N1CCC[NH2+]CC1)c1c2c(ccc1)C(=O)N

C=C2 

921 

Ic1c(C(=O)[O-

])c(I)cc(I)c1NC(=O)CCCCC(=O)Nc1c(I)c(C(=O)[O-

])c(I)cc1I 

922 

s1cc(nc1C)CN1CCN([C@@H](C(C)C)C(=O)N[C@

H]([C@H](O)CN(S(=O)(=O)c2ccc(cc2)\C=N\[O-

])CC(C)C)Cc2ccccc2)C1=O 

923 

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

COC(=O)CCCCCCC\C=C/CCCCCCCC)(=O)([O-

])[O-] 

924 Clc1cc(Nc2ccccc2C(=O)[O-])cc(Cl)c1OOO 

925 
O=C1N=C(NC=2NC[C@@H](N(C1=2)C)CNc1ccc(c

c1)C(=O)N[C@@H](CCC(=O)[O-])C(=O)[O-])N 

926 
O1[C@H]2[C@H](OC[C@H]2Oc2ccc(cc2)C(=[NH2

+])N)[C@@H](Oc2cc(ccc2)C(=[NH2+])N)C1 

927 

O[C@@H]1CC(C[C@@H](O)C1)=C\C=C/1\C2CC[

C@H]([C@@H](CC#CC(O)(C)C)C)[C@]2(CCC\1)

C 

928 s1c2c(nc1)C([O-])=C(CCCCCCCCCCC)C(=O)C2=O 

929 S(=O)(=O)([O-])Nc1n(nc(c1)-c1ccccc1)C 

930 

O1C(C)C(NC(=O)c2ncccc2O)C(=O)NC(CC)C(=O)N

2C(CCC2)C(=O)N(C)C(Cc2ccccc2)C(=O)N2C(CC(=

O)CC2)C(=O)NC(c2ccccc2)C1=O 

931 Oc1c2c(ccc1)C(=O)c1c(C2=O)c(O)ccc1 

932 O=C(NNC(C)C)c1ccncc1 

933 O=C(NNCCC(=O)NCc1ccccc1)c1ccncc1 

934 [NH+](=C(\[NH+]=C(N)N)/N)/CCCC 

935 Brc1ccc(cc1)C(=CC[NH+](C)C)c1cccnc1 

936 

O(C(=O)CC)[C@@H]1[C@@]2([C@H]([C@H]3[C

@H](CC2)[C@@]2([C@H](C[C@H](OC(=O)C)[C

@@H]([NH+]4CCCCC4)C2)CC3)C)C[C@@H]1[N+

]1(CCCCC1)CC=C)C 

937 [NH2+]=C(N)N1CCc2c(C1)cccc2 

938 

o1cncc1-

c1ccc(NC(=O)Nc2cc(ccc2)CNC(O[C@H]2CCOC2)=

O)cc1OC 

939 
Brc1cc2N=CN(CC(=O)CC3[NH2+]CCC[C@H]3O)C

(=O)c2cc1Cl 

940 
Clc1ccccc1-

c1nc(sc1)NC(=O)c1n(c2c(c1)cccc2)CC(=O)[O-] 

941 
O1c2n(CCC1)c1c(cccc1)c2C(=O)NCC1CC[NH+](C

C1)CCCC 

942 

O1[C@H](CO)[C@@H](O)[C@H](O)[C@@H](O)C

1n1c2cc(O)ccc2c2c3c(c4c5c([nH]c4c12)cc(O)cc5)C(

=O)N(NC(CO)CO)C3=O 

943 
O(C)c1nc(O[C@@H](C(OC)(c2ccccc2)c2ccccc2)C(=

O)[O-])nc(OC)c1 

944 
O1c2c3c(OC(=O)C=C3CCC)c3c(O[C@H](C)[C@@

H](C)[C@@H]3O)c2C=CC1(C)C 

945 
O[C@@H]1CC(C[C@@H](O)C1=C)=C\C=C/1\[C@

@H]2CC[C@H]([C@H](CC)C)[C@]2(CCC\1)C 

946 

S1SCC(NC(=O)C(NC(=O)C(NC(=O)C(NC(=O)C(N

C(=O)C(NC(=O)C([NH3+])Cc2ccccc2)C1)Cc1ccc(O

)cc1)Cc1c2c([nH]c1)cccc2)CCCC[NH3+])C(C)C)C(=

O)NC(Cc1c2c([nH]c1)cccc2)C(=O)N 

947 
O=C(N(CC)CC)[C@@]1(C[C@@H]1C[NH3+])c1cc

ccc1 

948 O(CCC)c1cc2[nH]c(nc2cc1)NC(OC)=O 

949 
Clc1c(OC)c(ccc1N)C(=O)NC1C2CCC[NH+](C2)CC

1 

950 
O(C)c1cc(ccc1OC)C(=O)NCc1ccc(OCC[NH+](C)C)c

c1 

951 
ClC(Cl)=CC1C(C)(C)C1C(OCc1cc(Oc2ccccc2)ccc1)

=O 

952 
O=C(Nc1cc2c(cc1)C(CCC2(C)C)(C)C)c1ccc(cc1)C(=

O)[O-] 

953 
O1[C@H](CO)[C@@H](O)[C@@H](O)[C@@H]1n

1c2ncnc(N[C@@H]3CCOC3)c2nc1 



954 
Clc1cc(ccc1)C1=CC(=O)N(c2c1cc(cc2)[C@]([NH3+]

)(c1ccc(Cl)cc1)c1n(cnc1)C)C 

955 O=C1N=C(N)C2N1C2 

956 
O1[C@H](C(=O)NCC)C(O)C(O)[C@@H]1n1c2nc(n

c(N)c2nc1)C#CCC1CCC(CC1)C(OC)=O 

957 Fc1ccccc1-c1onc(n1)-c1cc(ccc1)C(=O)[O-] 

958 
ClC(=NOC[C@H](O)C[NH+]1CCCCC1)c1ccc[n+]([

O-])c1 

959 
O1[C@@H]2[C@]34CC[NH+]([C@H](Cc5c3c1c(O)

cc5)[C@]4(O)CCC2=O)CC1CC1 

960 [Mo-2]([SH2+])[SH2+] 

961 

S1[C@H]2[C@@H]3N([C@H](c4c2c(OC(=O)C)c(c

2OCOc24)C)COC(=O)[C@@]2(NCCc4cc(O)c(OC)c

c24)C1)[C@@H](O)[C@H]1[NH+]([C@@H]3c2c(c

c(C)c(OC)c2O)C1)C 

962 

O1c2c3c(cccc3O[C@@H]3O[C@H](C)[C@H](O)[C

@@](O)(C)[C@H]3O[C@H]3O[C@H](C)[C@H](O

)[C@H](OC)[C@H]3[NH3+])c(O)c3c2-

c2c(c(ccc2OC3=O)C)C1=O 

963 
O=C(C[C@@H]1[NH+](C)[C@@H](CCC1)C[C@H

](O)c1ccccc1)c1ccccc1 

964 
FC(F)(F)Oc1ccc(cc1)CO[C@H]1Cn2cc([N+](=O)[O-

])nc2OC1 

965 
FC(F)(F)C1=CC(=O)Nc2c1cc(N1[C@@H](CC[C@

@H]1[C@@H](O)C(F)(F)F)C)cc2 

966 

O1[C@@H]2C[C@H](O)[C@@]3([C@H]([C@H](

OC(=O)c4ccccc4)[C@]4(O)C[C@H](OC(=O)[C@H]

(O)[C@@H](NC(=O)c5ccccc5)c5ccccc5)C(=C([C@

H](OC(=O)C)C3=O)C4(C)C)C)[C@]2(OC(=O)C)C1)

C 

967 
Brc1cc(F)c(Nc2ncnc3c2cc(OC)c(OCC2CC[NH+](CC

2)C)c3)cc1 

968 
s1cc(nc1-c1cc(OCC)c(OCC)cc1)-

c1nc(ccc1)C(=O)[O-] 

969 
Brc1cc(F)c(cc1)CN1C(=O)[C@@]2(n3c(ccc3)C1=O)

CC(=O)NC2=O 

970 
O=C1C[C@@H](O)[C@H](\C=C\CC(O)(CCCC)C)[

C@H]1CCCCCCC(OC)=O 

971 [NH3+]CCc1[nH]cnc1 

972 [Cl+]([O-])[O-] 

973 
Clc1cc(Nc2ncnc3c2cc(NC(=O)C=C)c(OCCCN2CCO

CC2)c3)ccc1F 

974 

O(CCOCCOCCOC)c1cc2=NC=C3N=C(C=c4[nH]c(=

CC5=NC(=CN=c2cc1OCCOCCOCCOC)C(C)=C5CC

CO)c(CC)c4CC)C(CCCO)=C3C 

975 

ClC(Cl)C(OC1(CC[C@H]2[C@H]3[C@@H]([C@@

]4(C(=CC(=O)C=C4)CC3)C)[C@@H](O)C[C@]12C

)C(OCC)=O)=O 

976 
ClC12C(C3CC(C)C(O)(C(=O)CO)C3(CC1O)C)CCC

1=CC(=O)C=CC12C 

977 
O(CCC[NH+]1CCCCC1)c1cc2ncnc(N3CCN(CC3)C(

=O)Nc3ccc(OC(C)C)cc3)c2cc1OC 

978 
O=C(N[C@@H](Cc1c2c([nH]c1)cccc2)C(=O)[O-

])CC[C@@H]([NH3+])C(=O)[O-] 

979 
O1[C@@H]2[C@]34CC[NH+]([C@H](Cc5c3c1c(O)

cc5)[C@]4(O)CCC2=O)CC1CC1 

980 
O1[C@@H]2[C@]34CC[NH+]([C@H](Cc5c3c1c(O)

cc5)[C@]4(O)CC[C@@H]2O)CC1CCC1 

981 
Clc1cc(ccc1C1CCCCC1)\C=C/C[NH+](CC)C1CCCC

C1 

982 S(SCCNC(=O)CC[NH3+])CCNC(=O)CC[NH3+] 

983 
S(O[C@@H]1CC2=CC[C@H]3[C@@H]4CCC(=O)[

C@]4(CC[C@@H]3[C@]2(CC1)C)C)(=O)(=O)[O-] 

984 
[Si](CCc1c2c(nc3c1cccc3)C=1N(C2)C(=O)C2=C(C=

1)[C@@](O)(CC)C(OC2)=O)(C)(C)C 

985 O=C(N(C1CC[NH+](CC1)CCc1ccccc1)c1ccccc1)CC 

986 O=C(N)c1cc2c(nc1)cccc2 

987 O(C(=O)C(=O)C)CC 

988 [NH3+]CCc1[nH]cnc1 

989 
o1c2c(cc1C(=O)N[C@H]1C3CC[NH+](CC3)[C@H]

1Cc1cccnc1)cccc2 

990 
OC[C@H](Nc1nc(NCc2ccccc2)c2ncn(c2n1)C(C)C)C

C 

991 

s1cccc1C[C@H](NC(=O)CNC(=O)C1N(C[C@H](O)

C1)C(=O)C1N(CCC1)C(=O)C(NC(=O)[C@H]([NH3

+])CCC[NH+]=C(N)N)CCC[NH+]=C(N)N)C(=O)N[

C@H](C(=O)N1Cc2c(CC1C(=O)N1[C@@H]3[C@H

](CC1C(=O)N[C@@H](CCC[NH+]=C(N)N)C(=O)[

O-])CCCC3)cccc2)CO 

992 
FC(F)(F)COc1ccccc1OCC[NH2+][C@@H](Cc1cc(c

2N(CCc2c1)CCCO)C(=O)N)C 

993 

S([C@H]1C[C@H]([NH2+]C1)CNS(=O)(=O)N)C=1

[C@@H]([C@H]2N(C=1C(=O)[O-

])C(=O)[C@@H]2[C@H](O)C)C 

994 
Clc1cc2c(N(CCC[C@H]2O)C(=O)c2ccc(NC(=O)c3c

cccc3C)cc2C)cc1 

995 Clc1cc2C3C(c4c(Oc2cc1)cccc4)CN(C3)C 

996 
F\C=C\1/[C@H](O)[C@H](O[C@H]/1N1C=CC(=N

C1=O)N)CO 

997 o1cccc1CNC(=O)c1ccccc1N(C(=O)COc1ccccc1)C 

998 
S(Oc1ccc(cc1)CCOc1ccc(cc1)C[C@H](OCC)C(=O)[

O-])(=O)(=O)C 

999 
O[C@H]1[C@@H](C(NC(=O)C)C(CC)CC)[C@H]([

NH+]=C(N)N)C[C@@H]1C(=O)[O-] 

1000 Fc1ccc(cc1)CNc1[nH+]c(N)c(NC(OCC)=O)cc1 

 

 

 

 

 

 

 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

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 

1 
O1[C@](O[C@H]2O[C@H](CO)[C@@H](O)[C@H](

O)[C@H]2O)(CO)[C@@H](O)[C@H](O)[C@H]1CO 

2 O1c2cc(ccc2OC1)C=CC(=O)[O-] 

3 OCC(=O)[O-] 

4 
Fc1cc2c(N(C=C(C(=O)[O-

])C2=O)C2CC2)c(OC)c1N1CC2C([NH2+]CCC2)C1 

5 
O=C1CC[C@@H]2[C@@H]3[C@H]([C@@H]4CC[

C@@](O)(C#C)[C@]4(CC3)CC)CCC2=C1 

6 S(=O)(=O)([O-])CC12CCC(CC1=O)C2(C)C 

7 O=C1N(CC(=O)Nc2ccccc2)C(=O)N(C)C1=O 

8 [NH+](N)=C(N)N 

9 
O1C2C34C(C([NH+](CC3)C)Cc3c4c1c(OCC)cc3)C=C

C2O 

10 P1(OC2C(O1)C(OC2CO)n1c2ncnc(N)c2nc1)(=O)[O-] 

11 S=C([S-])N(C)C 

12 ONc1cc2Cc3c(-c2cc1)cccc3 

13 C(CCCCCCCCCC)CCCCCCCCCC 

14 FC(F)(F)C(=O)CCCCCCCCCCCCCCC 

15 N(=N\c1ccc(N(C)C)cc1)/c1cc(ccc1)C 

16 S(=O)(=O)(C(CC(=O)c1ccccc1)c1ccccc1)c1ccc(N)cc1 

17 n1cn(nc1)Cc1ccccc1 

18 [N+](CCCC)(CCC)(CCC)CCC 

19 ClCCOC(=O)Cc1ccccc1 

20 [n+]12c(-c3[n+](CC1)cccc3)cccc2 

21 [NH2+]1CCCC1C 

22 ClC(Cl)C(=O)Nc1ccc(cc1)C 

23 
O1C2=CC(=[N+](CC)CC)C=CC2=C(c2c1cc(N(CC)C

C)cc2)c1ccccc1C(=O)[O-] 

24 FC(F)(F)C(=O)CCCC=CCC=CCC=CCC=CCCCCC 

25 
S(=O)(=O)(NCC(O)CNC(=O)C(CC(C)C)c1cc(ccc1)-

c1ccccc1)c1ncccc1 



26 S=C([S-])OC1CCCCC1 

27 O=CNCC 

28 O=C(N)C(CC[N+](CC)(C)C)(c1ccccc1)c1ccccc1 

29 

O1C(OC2OC3C(OC(OC4C(O)C(O)C([NH3+])CC4[N

H3+])C([NH3+])C3)C(O)C2[NH2+]C)(C)C(O)C(O)C(

[NH3+])C1CO 

30 
BrC(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F

)C(F)(F)C(F)(F)C(F)(F)F 

31 O(CCCCCCCC)c1ccc(N)cc1CO 

32 Clc1cc(Cl)ccc1OCCCC(=O)[O-] 

33 
O=C1N(Cc2n(-c3c1cc(N=[N+]=[N-

])cc3)cnc2C(OCC)=O)C 

34 O=C(NCc1ccccc1)C 

35 o1nc(cc1CC[NH+](CC)CC)-c1ccc(OC)cc1 

36 S(P(=S)(OC)OC)CC(=O)NCCOC 

37 S(OCC)(OCC)(=O)=O 

38 
OC1CC(O)C(CC=CCCCC(OC(C)C)=O)C1CCC(=O)C

CCCCCC 

39 O=CCCC 

40 Brc1cc(ccc1)C(=O)[O-] 

41 SCC[NH2+]CCC(=O)N 

42 S=P(N1CCCCCC1)(N1CC1)N1CC1 

43 OCCN(CCO)c1ccc(\N=N\c2ccccc2)cc1 

44 Fc1ccc(cc1)C(O)CCC[NH+]1CCN(CC1)c1ccccc1OC 

45 
O(C(=O)C(OCC)(c1ccccc1)c1ccccc1)C1CC[NH+](CC

1)CC 

46 O=C([O-])C([NH3+])CCC(=O)[O-] 

47 O1c2c(C=C(c3cccnc3)C1=O)cccc2 

48 
S1c2c(N(c3c1cccc3)CCC[NH+]1CCN(CC1)CCOC(=O

)CCCCCCCCC)cc(cc2)C(F)(F)F 

49 
O(C(=O)C1(CCCCC1)C1CCCCC1)CC[NH+]1CCCCC

1 

50 O=C1CCCC1C1CCCC1 

51 
Clc1cc2[nH+]c3c(cc(OC)cc3)c(NC(CCCN(CCCl)CCC

l)C)c2cc1 

52 O1C2CCC1C(C(=O)[O-])C2C(=O)[O-] 

53 
O=C1CC[C@@]2([C@@H]3[C@H]([C@@H]4CC[C

@H](OC(=O)CCCCCC)[C@]4(CC3)C)CCC2=C1)C 

54 S(C)c1nc(nc(n1)NCC)NC(C)(C)C 

55 O(C(=O)C(C)C)C1CCC([NH+]2CCCCC2)CC1 

56 Clc1ccc(cc1)Cn1c2c(nc1C[NH+]1CCCC1)cccc2 

57 
O=C([N-]c1nc(nc(n1)[N-]C(=O)c1ccccc1)[N-

]C(=O)c1ccccc1)c1ccccc1 

58 ICCCCCCCCCCCC 

59 O(CC)C(=O)N(N=O)CC 

60 

O1c2cc(O)cc3c2C(c2c(C(C3(O)C3(O)c4cc(O)cc5OC(

C(c6c(C3c3ccc(O)cc3)c(O)cc(O)c6)c45)c3ccc(O)cc3)c

3ccc(O)cc3)c(O)cc(O)c2)C1c1ccc(O)cc1 

61 O(C)c1ccccc1-c1ccccc1 

62 O(C)c1ccc(cc1O)C=O 

63 OC(C(O)C(=O)[O-])C(O)CO 

64 [NH2+](C(C)C)C(C)C 

65 P(Oc1c2c(ccc1)cccc2)(=O)([O-])[O-] 

66 S(=O)([O-])c1ccc(cc1)C 

67 
P(OCC1OC(n2c[nH+]c(C(=O)[O-

])c2N)C(O)C1O)(=O)([O-])[O-] 

68 C(CCCCCCCC)CCCCCCC=C 

69 [N+](CCN(C1CCCCC1)c1ccccc1)(C)(C)C 

70 [NH2+](CCc1ccccc1)CCc1ccccc1 

71 S(=O)(=O)(N)c1cc(ccc1C)C(O)C[NH2+]CCOc1ccccc1

OC 

72 O=C1NCC(=O)NC1CC(C)C 

73 O1c2c(C3=C(CCC(C3)C)C1(C)C)c(O)cc(c2)CCCCCC 

74 O=C1CCCCC1C(=O)C 

75 O=C(N(CC)CC)c1c2CCCCCc2nc2c1cccc2 

76 ClC(Cl)(F)C(F)(F)F 

77 O(C(OCC)CC)CC 

78 ONc1c2c(ccc1)cccc2 

79 ClC(C)=C=O 

80 O(CC(O)C)c1c2c(cccc2)c(cc1)C(=O)C 

81 O=C(Cc1ccccc1)CC(=O)C 

82 S(=O)(=O)([O-])c1c2c(cccc2Nc2ccccc2)ccc1 

83 O=C([O-])CC(=O)[O-] 

84 Oc1ccccc1C(=O)[O-] 

85 
S(=O)(=O)([O-])c1cc2c(cc1)c([N+](=O)[O-

])cc([N+](=O)[O-])c2[O-] 

86 

[NH2+](C[C@]1(C2CCc3cc(ccc3[C@]2(CCC1)C)C(C

)C)C)CC[NH2+]C[C@]1(C2CCc3cc(ccc3[C@]2(CCC

1)C)C(C)C)C 

87 ON=CN 

88 ClC(S)=O 

89 O=C1c2c(NC1=O)c(ccc2)C 

90 O=[N+]([O-])c1ccccc1 

91 P(F)(=O)([O-])[O-] 

92 
OC1CCC2C3C(CCC12C)C1(C(=CC(=O)CC1)C[C@H

]3C)C 

93 S=C=Nc1ccc(cc1)C#N 

94 

O1C(C(CCC12OC1CC=C(C)C(OC3OC(C)C(O)C(OC)

C3)C(C=CC=C3COC4CC(=CC(C34O)C(OC(C2)C1)=

O)C)C)C)C1CCCCC1 

95 
O(C)c1c(OC)cc(cc1OC)C(=O)N1CCN(CC1)CC(OC(=

O)c1cc(OC)c(OC)c(OC)c1)C 

96 BrCc1ccccc1Cl 

97 [NH3+]C1CCCCC1 

98 ClC(F)(F)C(F)F 

99 O1c2c(C=CC1=O)ccc(OC)c2CC=C(C)C 

100 
O1C(C)C(O)C([NH3+])CC1OC1CC(O)(Cc2c1c(O)c1c

(C(=O)c3c(C1=O)c(OC)ccc3)c2O)C(=O)CO 

101 
O1CC[NH+](CC1)C(CC(C(=O)CC)(c1ccccc1)c1ccccc

1)C 

102 
o1c(nc(CCOc2ccc(cc2)CC(Nc2ccccc2C(=O)c2ccccc2)

C(=O)[O-])c1C)-c1ccccc1 

103 ClCCCCO 

104 O(C(=O)C=C(NC(C(=O)[O-])c1ccccc1)C)CC 

105 Ic1c(C(=O)[O-])c(I)c(NC(=O)C)c(I)c1N(C(=O)C)C 

106 S(=O)(=O)(N(C(CCC)C)CC(=O)NO)c1ccc(OC)cc1 

107 ClCCCCC 

108 
FC(F)(F)c1cc(OCCC[NH+]2CCC3(CCCCC3)CC2)ccc

1 

109 

S1C(C)(C)C(NC1C(NC(=O)Cc1ccccc1)C(=O)NCc1cc

ccc1)C(=O)NC(Cc1ccccc1)C(O)CC(=O)NCc1[nH]c2c(

n1)cccc2 

110 S1(=O)(=O)CCC=C1 

111 N#CCC(C)C 

112 C(CC(C)=C)(C)(C)C 

113 
Clc1cc2[nH+]c3c(cc(OC)cc3)c(NC(CCC[NH+](CC)C

C)C)c2cc1 

114 o1c(ccc1[N+](=O)[O-])C=O 

115 
O=C(CCCCCCC(=O)NO)c1ccc(N2CCN(CC2)c2ccccc

2)cc1 



116 [As](c1ccccc1)(c1ccccc1)c1ccccc1 

117 C(CCC=C)CC=C 

118 S1CCSC1=S 

119 O=C([O-])C([NH3+])Cc1[nH]cnc1 

120 [n+]1(ccccc1)CCCCCCCCCCCCCCCC 

121 [nH]1nccc1 

122 S(C(C)C)C 

123 
O=C1N(CC(=O)N)C(=O)N(CC(=O)N)C(=O)N1CC(=

O)N 

124 O(Cc1ccccc1)C(=O)C(CC)(C[NH+](C)C)c1ccccc1 

125 
P(OCC(O)C(O)C(O)CN1C=2NC(=O)NC(=O)C=2Nc2

cc(C)c(cc12)C)(=O)([O-])[O-] 

126 
O(C)c1c([N+](=O)[O-])cc([N+](=O)[O-

])cc1[N+](=O)[O-] 

127 O=C(NN=C1CCCC1)c1ccc([N+](=O)[O-])cc1 

128 O=C1NC(=O)NC1(C)C1CCCCC1 

129 [N+](#C)c1ccc(cc1)C 

130 O=C1N(CCCC)C(=O)N(c2ncn(c12)CC(=O)C)CCCC 

131 O(CCC)c1cc(N)ccc1C(OCC[NH+](CC)CC)=O 

132 Oc1cc(C(=O)[O-])c([N+](=O)[O-])cc1 

133 O(C)c1ccc(N=O)cc1 

134 OCC[NH+](CCCC)CCO 

135 

O=C1CC[C@@]2([C@@H]3[C@H]([C@@H]4CC[C

@](OC(=O)C)(C(=O)C)[C@]4(CC3)C)C=C(C2=C1)C

)C 

136 O=C(NCCCCCCNC(=O)CCN1CC1)CCN1CC1 

137 S=C=Nc1cc(N=C=S)ccc1C 

138 [As](Cl)(c1ccccc1)c1ccccc1 

139 Oc1c2NC(=CC(=O)c2ccc1)C(=O)[O-] 

140 n1c(nc(nc1N(C)C)N)N(C)C 

141 OC(CC(=O)[O-])(CCO)C 

142 O=C1N=C(NC(=N1)CC)c1ccccc1 

143 P(OCC)(OCC)(OP(OC)OC)=O 

144 

O1C(C(O)C(O)C(O)C1CO)c1c([O-

])c(O)c2c(c1O)C(=O)c1c(cc(O)c(C(=O)[O-

])c1C)C2=O 

145 O1c2c3C4(C1CC(O)C=C4)CC[NH+](Cc3ccc2OC)C 

146 n1c(ncnc1CC)CC 

147 S(=O)(=O)(N1CCCC1COC)c1cc2c(NC(=O)C2=O)cc1 

148 Nc1ccc(cc1)CCCCCCCCCCCC 

149 Ic1cc(cc(C(=O)Nc2cc(Cl)c(cc2)C(=[NH2+])N)c1O)C 

150 [n+]1(c2c(cccc2)c(N)c2c1cccc2)C 

151 
O(CCCCCC)c1ccc(cc1)-

c1c2c([n+](c3c1cccc3)C)cccc2 

152 
O(CC[NH+]1CCCC1)c1ccc(cc1)-c1[nH]c2c(cccc2)c1-

c1ccccc1 

153 OC(C([NH2+]C)C)c1ccc(N)cc1 

154 

O=C([O-

])CCC1C=2[NH2+]C(=CC3NC(=CC4[NH2+]C(C=C5

NC(C=2)=C(CCC(=O)[O-

])C5C)C(C)C4C=C)C(C)C3C=C)C1C 

155 O=C(N(CC)CC)N 

156 O=C(Nc1c2c(c3c(c1)cccc3)cccc2)C 

157 O1CCN(CC1)CC#N 

158 S(OOS(=O)(=O)[O-])(=O)(=O)[O-] 

159 FC(F)(F)c1cc(\N=N\c2ccc(N(C)C)cc2)ccc1 

160 O(C)c1ccc([N+](=O)[O-])cc1 

161 O=C1N=C(Nc2ncc(nc12)C(O)C(O)C)N 

162 Clc1ccc(NC=O)cc1 

163 Clc1cc(ccc1)C(=O)C([NH2+]C(CO)(C)C)C 

164 C1c2c(-c3c1cccc3)cc1c(c2)cccc1 

165 ON 

166 

O(C)c1cc(C(N(CC(=O)[O-])CC(=O)[O-

])CN(CC(=O)[O-])CC(=O)[O-])c([N+](=O)[O-

])cc1OC 

167 O=C1N(CCC1)CCCCC[N+](C)(C)C 

168 
O=C([O-])CN(CC[NH+](CCN(CC(=O)[O-

])CC(=O)[O-])CC(=O)[O-])CC(=O)[O-] 

169 O=CCCC=C 

170 [Ca+2] 

171 O(CC)c1ccc(cc1)C(OCC[NH+](CC)CC)=O 

172 O1C(C(N=C1C)(C(OC)=O)C(OC)=O)c1ccoc1 

173 O(C)c1ccccc1N1C2=NC(NC(=C2N=C1)C(=O)N)(C)C 

174 S(=O)(=O)(N)N1CCN(CC1)C=1C(=O)N=C(NC=1N)C 

175 O=C1[N-]C(=O)C2(C3CCC(C=C3)C12C#N)C#N 

176 O(C)c1cc(ccc1OC)C\N=C\NC(=C(N)C#N)C#N 

177 [S+]1(CCCC1)Cc1oc(cc1)C[S+]1CCCC1 

178 
S(=O)(=O)(NN=Cc1ccccc1)c1ccc(cc1)C=C1NC(=O)N

C1=O 

179 O=C1C(CCC1=CC=Cc1ccccc1)CNc1ccccc1 

180 O(C(C)(C)C)C(=O)NC(=O)N(CC[NH+]1CCCC1)C 

181 O=C1N2N(Cc3c(C2)cccc3)C=C1 

182 O(C)C1=CC(=O)c2c(C1=O)c(O)ccc2O 

183 

Brc1ccc(cc1)-

c1nc(sc1)NNC=1SC(=Cc2cc(OC)c(OC)c(OC)c2)C(=O

)N=1 

184 
Oc1cc2CCC3C4CC[C@H](O)[C@]4(CCC3c2cc1C=C

(C)C)C 

185 OC1[C@@H](O)CN(OCc2ccccc2)C[C@H]1O 

186 O=C([O-])c1nc2c(nc1Nc1ccc(cc1)C(=O)[O-])cccc2 

187 s1cc(cc1)[C-](C(=O)c1occc1)CC(=O)c1occc1 

188 O=C([O-])C(N(CC(=O)[O-])CC(=O)[O-])c1ccccc1 

189 Brc1ccccc1S(=O)(=O)c1ccccc1NC 

190 

Clc1cc(SSc2cc(Cl)c(cc2S(=O)([O-

])=Nc2[nH]c3cccnc3n2)C(=O)Nc2ccccc2)c(S(=O)([O-

])=Nc2[nH]c3cccnc3n2)cc1C(=O)Nc1ccccc1 

191 O1c2c(C34C1C[NH+](C(C3)CCC4)C)cccc2O 

192 Brc1sc(Br)c2c1C(=O)[C@@H](Br)[C@@H]2[NH3+] 

193 O(C(C)(C)C)C(=O)NCCCCC([NH3+])C(=O)N 

194 O=C1c2c(CC13Cc1cc(ccc1C3)C(=O)C)cccc2 

195 Brc1c2c(cccc2)c(OCc2ccccc2)cc1 

196 O=C1C(CCCCC1=C)CCC(CCOC)=C 

197 
O(C)c1cc2CCc3c(n(c4c3cc(OC)cc4)CC[NH+]3CCCC

C3)-c2cc1 

198 
S(=O)(=O)(N1CC(CN(S(=O)(=O)c2ccc(cc2)C)CCC[N

H+](CCC1)CC(CC)C)=C)c1ccc(cc1)C 

199 
O1[C@@H]2C3C(=C(C[C@H](OC(=O)c4ccccc4)C2[

C@H](C)C1=O)C)C(=O)C=C3C 

200 
Clc1cc(SC(C(=O)[O-])c2ccccc2)c(S(=O)([O-

])=Nc2nc(nc(n2)N)N(C)C)cc1C 

201 s1cccc1C(=O)N(C(=O)N1CCCCC1)c1ccccc1 

202 BrC(C(Cl)(C)C)CC\C(=C\C)\CBr 

203 s1c2N(c3ccccc3)C(=S)N(CC(OCC)=O)C(=O)c2nc1SC 

204 O=C1n2c3c(nc2[N-]N=C1)cccc3 

205 
O(C)c1cc(Nc2nc(nc(n2)NNC(=O)Cc2ccccc2)NNC(=O

)c2ccncc2)ccc1 

206 Clc1cc([S-])c(S(=O)(=O)NC=2NCCCN=2)cc1C 

207 
P(OC(C)C)(OC(C)C)(=O)C(N(C(=[NH+]C=1OC(OCC

)=NC(N=1)(C(F)(F)F)C(F)(F)F)N)C)C(C)C 

208 IC(C(=O)c1ccccc1)=C1CCCC1C 



209 Clc1cc([S-])c(S(=O)([O-])=Nc2nc([nH]n2)N)cc1C 

210 s1cccc1C(=O)N1CCc2c(C1)cccc2 

211 
O1[C@@H]2[C@]34C5([C@H]([NH+](CC3)C)Cc3c4

c1c(OC)cc3)CC(C(O)(C)C)C2(OC)CC5 

212 O(C(OC)CNC(=O)C(NC(=O)C=Cc1ccccc1)C)C 

213 
O=C1c2c(N(c3ncccc13)CC[NH+](CC)CC)ccc1c2n(nc1

)CC[NH+](CC)CC 

214 Clc1cc(NC)c(cc1)C(=O)N1CCC[C@H]1CO 

215 O=C1N2N(C3CCC2CC3)C(=O)N1c1ccccc1 

216 O=C1C=C2C=C(NC=C2C=C1[O-])C(=O)Nc1ccccc1 

217 O=C1N(C(=O)C=2C(NNC=2N)=C1C#N)c1ccccc1 

218 O(Cc1ccccc1)c1ccc(nc1)CC(N)C(OCc1ccccc1)=O 

219 OCc1ncn(c1)C(c1ccccc1)(c1ccccc1)c1ccccc1 

220 
ClCC1c2c(N(S(=O)(=O)c3[nH]c4c(cc(OC)cc4)c3)C1)c

c(N)cc2 

221 
O1[C@@H]2C34C5(C6C(C2(OC)C=C5)C(=O)NNC6

=O)C([NH+](CC3)C)Cc2c4c1c(OC)cc2 

222 
O=C1NC(=NC(=O)[CH-

]1)NN1C(=NC(=Cc2ccccc2)C1=O)c1ccccc1 

223 ClCCCSc1ccccc1NC(=O)C=Cc1ccccc1 

224 

S(=O)(=O)(c1ccc(NC(=O)c2ccccc2SC(=O)CCCC[n+]2

ccccc2)cc1)c1ccc(NS(=O)(=O)Cc2ccccc2[N+](=O)[O-

])cc1 

225 [S-]c1cc2c(NC(=CC2=O)c2ccccc2)cc1 

226 O=C1NN=C(N1N=Cc1ccncc1)C 

227 O(C(=O)[O-])C12C(CCCCC1)C(=O)C1C2CCCC1 

228 OC(CNC(=O)Nc1ccccc1)C[NH+](C)C 

229 O(C(=O)NC(NC(=O)C)Cc1ccccc1)C 

230 O=C1N(c2c(cccc2)C(N=[N+]=[N-])=C1)c1ccccc1 

231 

Clc1cc(ccc1Cl)C=C1C(=O)C([P+](c2ccccc2)(c2ccccc2

)c2ccccc2)=C([O-

])C([P+](c2ccccc2)(c2ccccc2)c2ccccc2)=C1O 

232 O=C([O-])C([NH2+]CC#C)Cc1ccccc1 

233 S1CC2N(C1)C(=O)c1c(N=C2NCC(OCC)=O)cccc1 

234 S1SCCC(=O)N[C@H](C(OC)=O)C1(C)C 

235 S1c2c(C(=Nc3c1cccc3)N)c(F)ccc2 

236 ClC(Cl)(P(=O)(CC)CC)C(O)C(C)(C)C 

237 
O1[C@@H](C)[C@](CC12CC[NH+](CC2)C)(C(=O)C

)c1ccccc1 

238 
O=C(NCC([N+](=O)[O-

])(CNC(=O)c1ccccc1)C)c1ccccc1 

239 
O1CC2Cc3c(cc4OCOc4c3)C1(C2CO)c1cc(OC)c(OC)c

(OC)c1 

240 O1C(CCC1N1C=CC(=NC1=O)N)(CO)C 

241 
Fc1ccc(cc1)C(=O)CCC[NH+]1CCC2(Oc3c(cccc3)C(=

O)N2)CC1 

242 Clc1cc(ccc1)COc1ccc(cc1)C=CC(=O)N(O)C 

243 
O1[C@@H]2[C@@H](C[C@@H](O)[C@@]1(CCC=

C(CCC[C@H](C)[C@@H]2O)C)C)C1(CC1)C(OC)=O 

244 
O1C[C@@H](O)[C@H](n2c3ncnc(N)c3nc2)[C@@H]

1C(OC)OC 

245 Clc1ccc(cc1)CC1=NNC(=O)N1n1c(ccc1C)C 

246 
Oc1c(cccc1O)C(=O)NCCN(CCNC(=O)c1cccc(O)c1O)

CCNC(=O)c1cccc(O)c1O 

247 O=C1c2c(CC1Cc1cc(ccc1C(OC)=O)C)c(ccc2)C 

248 

O1C(CO)C(O)C(O)C(OC2OCC(O)(COC(=O)C(=CCC

C(CCO)C)C)C2O)C1O[C@@H]1OC=C(C2C1[C@@]

(O)(CC2)C)C(=O)[O-] 

249 OC[C@H]1C[C@H](CC1)Cn1nnc2c1nc(nc2N)N 

250 O=C1N(N(C(=O)C)C(=O)C)C(=NN1C(=O)C)Cc1ccc(

cc1)C 

251 
O1c2c(cc(cc2\C=N\c2ccccc2O)C)C=CC12Oc1c(cccc1)

C(=O)N2C 

252 
O1C(C(O)C(O)C1CO)c1oc(O[C@@H]2CC(CC[C@H]

2C(C)C)C)nn1 

253 
O(c1ccc(cc1)C1(O)CC[NH+](CC1C(=O)c1ccc(Oc2ccc

(cc2)C)cc1)CC)c1ccc(cc1)C 

254 
S(CCOCN1C(Cc2ccccc2)=C(CC)C(=O)NC1=O)c1ccc

cc1 

255 O=C(NN=C(C)c1ncccc1)NN=C(C)c1ncccc1 

256 
S1(=O)(=O)C(=Cc2cc(Oc3ccccc3)ccc2)C(=O)N(C1c1c

cccc1)c1ccc(OC)cc1 

257 
O=C1N(C(=O)C2C1C1CC(CCC1c1c2[nH]c2c1cccc2)

C(C)(C)C)c1ccc([N+](=O)[O-])cc1 

258 O(C)c1c(OC)cc(cc1OC)C=Nc1ncccc1 

259 
S(=O)(=O)(N)c1cc(S(=O)(=O)N)ccc1[N-

]C(=O)N=S(=O)([O-])c1ccc(cc1)C 

260 O(CC(=O)[O-])c1cc(nc2c1cc(OC)cc2)-c1ccccc1 

261 O(C)c1cc(\N=N\N2CCCC2)ccc1 

262 
O=C(Nc1c2c(ccc1)cccc2)NCCCCCC[NH2+]Cc1c2c(c

cc1)cccc2 

263 O1C2=C(CC1C(C)=C)C(=O)c1c(cccc1O)C2=O 

264 
O(Cc1ccccc1)c1cc(cc(O)c1)CCNC(=O)CCc1cc(O)c(O)

cc1 

265 

O=C(NC(CCC(=O)NCCCCCCCCCCCC)C(=O)NCCC

CCCCCCCCC)c1ccc(N(Cc2nc3c(nc(nc3N)N)nc2)C)cc

1 

266 s1c2c(cc1C(=O)C)C(=O)c1c(cc(cc1)C(=O)C)C2=O 

267 S(C12C=CC(OC1=O)CC12CCOC1=O)c1ccc(cc1)C 

268 O1OC(OC)CCC1CO 

269 S(=O)(Nc1ccccc1)c1ccccc1OC 

270 [n+]1(c2c(ccc3c2nccc3)ccc1)C 

271 S(c1cc(C#N)c(N)cc1)c1cc(C#N)c(N)cc1 

272 O=C1N(N2C(=NNC2=O)c2ccccc2)C(=O)C=C1 

273 

S(=O)([O-

])(=Nc1cc(OC)ccc1OC)c1cc2c(N=CN(NC(=O)CNc3cc

(OC)ccc3OC)C2=O)cc1 

274 
O1[C@@H]2C[C@H](ON3O[C@H]([C@@H](C23)C

1=O)C(OCC)=O)OC1CCCC1(c1ccccc1)c1ccccc1 

275 
Oc1ccc(cc1)CC(NC(=O)C(NC(=O)C)CO)C(=O)NCC(

=O)N 

276 Brc1c(-c2cc(OC)c(OC)cc2)c(Br)[nH]c1C(OCC)=O 

277 O=C1c2c(CCCC1=Cc1ccccc1)cccc2 

278 O=C1N(C)C(=O)N([N-]1)c1c(cc(cc1C)C)C 

279 O1CCOC12C1CCC(C)(C2OCC(C)(C)C)C1(C)C 

280 
O(C)c1cc(ccc1OC)C(=Cc1cc(OC)c(OC)cc1)C(OCC=C

)=O 

281 

O1[C@@H]2[C@@H](O[C@H](C2)[C@@]2(OCC[C

@H](C)[C@@H]2O)O)C=CC(=C[C@H](C[C@]2(O[

C@H]([C@]34O[C@](CC3)(C[C@H](O4)[C@@H]3

O[C@](CC3=O)(C)[C@@H](O)[C@@H]3O[C@@]4(

O[C@H](CCC4)[C@H](C)C1=O)CC3)CO)CC2)C)C)

C 

282 
O=C1c2c3c(cccc3cc3c2cccc3)C1=NNC(=O)c1ccc(cc1)

C 

283 
S(C(=O)CCCC[n+]1ccccc1)c1ccccc1C(=O)Nc1ccc(S(=

O)([O-])=Nc2oc(C)c(n2)C)cc1 

284 

O=C1n2c(nc3cc(ccc23)Cc2cc3nc-

4n(c3cc2)C(=O)c2c3c(ccc2)c(N)ccc3-4)-

c2c3c1cccc3c(N)cc2 

285 OC=1N(CC(OCC)=O)[CH-



]C(=O)C=1C1=CC(=O)N(C1)CC(OCC)=O 

286 O1C2c3c(OCC2(O)Cc2cc(OC)ccc12)cc(OC)cc3 

287 

O(C)c1c2c(cc(c1)C)c(cc(-

c1cc(c3c(c1O)c(OC)cc(c3)C)-

c1c3c([C@H]([NH+](C)[C@@H](C3)C)C)c(O)cc1O)c

2O)-c1c2c(C([NH2+][C@@H](C2)C)C)c(O)cc1O 

288 
O(C(=O)C1N(CCC1)C(=O)C(NC(OC(C)(C)C)=O)CC(

C)C)Cc1ccccc1 

289 
S(C1OC(COC(=O)C)C(OC(=O)C)C(OC(=O)C)C1OC(

=O)C)C1=NC(=Cc2ccc(cc2)C)C(=O)N1CC=C 

290 Clc1cc2c(NC(=C(C(OCC)=O)C2=O)c2ccccc2)cc1 

291 O1CC[NH+](CC1)C1CCCC2c3c(cccc3)[C@]12O 

292 
O(C(=O)C)C=1C(=O)C2(C(CCC(C)C(OC(=O)C)CCC(

=CCCC(=CC2)C)C)C=1C(COC(=O)C)C)C 

293 Clc1ccc(Nc2sc(C(=O)c3occc3)c(n2)N)cc1 

294 
Clc1ccc(NC=2n3c(nc4cc(C)c(cc34)C)C(C#N)=C(C=2)

c2ccccc2)cc1 

295 Clc1ccc(cc1)CNC(=O)c1cc2sccc2nc1C(F)(F)F 

296 
O1c2cc(OC)c3c(O[C@H](C)[C@@H](C)C3=O)c2C=

CC1(C)C 

297 
OC=1N(c2c(cccc2)C(=O)C=1C(=O)NCCC[NH+](C)C)

C 

298 
S(=O)(=O)(N(CC=C)c1cc(OC)c2[nH]cc(c2c1[N+](=O)

[O-])C)C 

299 O=C1NC(=O)NC(NN(C)C)=C1 

300 s1ccc(C)c1C=NNc1sc2c(n1)cccc2 

301 
O(CC[NH+](C)C)c1ccc(cc1)-

c1n2c(C=CC=C2)c(C(=O)C)c1-c1ccccc1 

302 
O1c2c(OCC1C[NH+]1CCC3(N(CN(C(CC)C)C3=O)c3

ccccc3)CC1)cccc2 

303 

S(=O)([O-

])(=Nc1noc(c1)C)c1ccc(Nc2c3c([nH+]c4c2cccc4)c(ccc

3)C(=O)Nc2ccc(NC(=O)C)cc2)cc1 

304 Oc1ccc(cc1)C=CC(C=C)(C)C 

305 O1c2c(cccc2)C(=C(Oc2ccccc2)C1=O)c1ccc(O)cc1 

306 O1c2c(C(=O)[C@H](C)C1C)c(O)cc1OC(CCc12)(C)C 

307 
S1(OCCOS(=O)(=O)C1CN1C(=O)c2c(cccc2)C1=O)(=

O)=O 

308 O1C[C@@H](NC1=O)COc1ccc(cc1)C=O 

309 S1C=2N(N=C1N)C(=O)c1c(N=2)cccc1 

310 S1CC2OC(n3c4ncnc(N)c4nc3)C(O)C2(O)CC1 

311 
Brc1cnc(Oc2ccc([N-

]C(=O)NC(=O)c3ccccc3NC(=O)C[NH3+])cc2C)nc1 

312 O=C1N=C(NC(=C1)C)NNC(C#N)c1ccc(N(C)C)cc1 

313 
S1C(c2c([NH+]=C1N)n(nc2C)C(=O)Cc1ccccc1)c1cc(

OC)ccc1 

314 O=C(Nc1cc2c(cc1)cccc2)Nn1cnnc1 

315 O=C1N=C(Nc2nc[nH]c12)Nc1cc(CO)c(cc1)C 

316 
O=C1N(Cc2nnn(c2)COCCOC(=O)C)C(=O)N(C=C1C)

C(=CC(OCC)=O)C(OCC)=O 

317 Clc1cc(NC=2OCCN=2)c(OC)cc1OC 

318 
O=C1N2[C@@H](Cc3c([nH]c4c3cccc4)C2CC(C)C)C(

=O)NC1COC(C)(C)C 

319 
O1c2c(cc3OCOc3c2)C(C(C)C1[NH+](CC)CC)c1cccc(

OC)c1OC 

320 s1nc(N2CCCC2)c(C(OCC)=O)c1Nc1ccccc1 

321 
s1cc(c2c1cccc2)CC[NH+]1CCC2(N(CN(C)C2=O)c2cc

ccc2)CC1 

322 
O1C(CO)C(O)C(O)C(O)C1OC1C(O)C(O)C(OC1O[C

@H]1CC[C@]2([C@@H](CC[C@@]3([C@@H]2CC

=C2[C@@H]4CC(CC[C@@]4(CC[C@]23C)C(=O)[O

-])(C)C)C)C1(C)C)C)CO 

323 Oc1ccc(O)cc1C=Cc1ccc(cc1)C(OC)=O 

324 O\1c2c(ccc(O)c2)C(=O)/C/1=N/c1ccccc1 

325 S=C1N(C(=O)C(=O)N1C1CCCCC1)C1CCCCC1 

326 
O(C)c1ccc(N2C(=O)C(CC2=O)C2CC(CCC2=O)C(C)(

C)C)cc1 

327 O1c2c(C(=CC1=O)C)c(OC)cc(OC)c2 

328 OC12C(CCCCC1O)[C@]1(OC(=O)C)C2CCCCC1 

329 O=C1N2N(CCCCC2)C=C1 

330 
O(C)c1cc2c3NCCN(c4c3c(nc2cc1)c([N+](=O)[O-

])cc4)CC[NH+](C)C 

331 Brc1cc(cc(Br)c1N)-c1sc2c(n1)cccc2 

332 
O=C(NC1CCCCC1)c1ccc(N(Cc2nc3c(nc(nc3N)N)nc2)

C)cc1 

333 
O(CC(\N=C\c1cccnc1)=NNC(=O)c1ccncc1)c1ccc(OC)

cc1 

334 
[Si](O[C@H]([C@@H](NC(=O)c1ccccc1)c1ccccc1)C(

OC(c1ccc(OC)cc1)c1ccc(OC)cc1)=O)(C(C)(C)C)(C)C 

335 O=C1C=C2C=C(NC=C2C=C1[O-])C(OC)=O 

336 
Oc1cc(ccc1O)C=C(C(=O)NCCCCCCCCNC(=O)C(=C

c1cc(O)c(O)cc1)C#N)C#N 

337 s1c2c(cc1C1(NC(=O)C)CCCCCC1)cccc2 

338 
O(C(=O)C(=CC(OC)=O)c1c2-

c(cc(ccc2C)C(C)C)c(c1)C)C 

339 
OC1(C2C(C(C1)c1ccccc1)C(=O)c1c(NC2=O)cccc1)c1

ccccc1 

340 
Oc1ccc(O)cc1CC=C(CCC=C(CCC=C(CCC=C(CCC=

C(CCC=C(CCC=C(CCC=C(C)C)C)C)C)C)C)C)C 

341 
Clc1ccc(cc1)C=1N=C(c2n(C=1)c1c(n2)cccc1)C=Cc1sc

cc1 

342 
S=C1N(CCC1c1c(c[nH]c1C([O-

])=C[N+]#N)C(OCC)=O)CC 

343 

S(=O)(=O)(N(N=CC(OC(=O)C)C(OC(=O)C)C(OC(=O

)C)C(OC(=O)C)COC(=O)C)C(=O)C)c1ccc(cc1)C=C1

NC(=O)NC1=O 

344 Fc1ccc(cc1)C1(OC(=O)c2c1cccc2)c1ccc(cc1O)C 

345 
S(=O)([C@@H]([C@@H](Nc1ccc(OC)cc1)C(F)(F)F)c

1ccccc1)c1ccc(cc1)C 

346 O=C1C(=O)N(C(=O)[C-]1C(=O)C)c1cccc(C)c1C 

347 P1(OC(CN1C(C)(C)C)(C)C)(=O)C(CC)C=O 

348 O=C1CCC2(CC1C(OC)=O)Cc1c(cccc1)C2=O 

349 [nH]1cc(c2c1cccc2)-c1ncc(nc1)-c1c2c([nH]c1)cccc2 

350 S1C=2N(N=C1SCc1ccccc1)C(=O)C=C(N=2)C 

351 
S1C23C(CC14N(CCc1c4[nH]c4c1cccc4)C2=O)CCCC

3 

352 s1c2[n+](nc1N)c(n(n2)Cc1ccccc1)C 

353 O=C1c2cc(ccc2CC1Cc1ccccc1C(=O)[O-])C 

354 
ClC=1C=CC2=NC3=NC(=O)NC(=C3C(NCC[NH2+]C

CO)=C2C=1)C 

355 
Oc1ccc(cc1)C[C@H](N=C1[C@@H]2C[C@@]([N+](

=O)[O-])(C)[C@@]1(O)CCC2)C(OCC)=O 

356 O=C1N=C(N)C=CN1COCCOCc1cc(ccc1C)C 

357 O=C1NC(=O)NC(\N=N\c2cc(C)c(cc2)C)=C1 

358 
O=C(N(CCn1c(ncc1[N+](=O)[O-

])C)C)CCCn1ccnc1[N+](=O)[O-] 

359 
O=C1N(c2cccc(C)c2C)C(=O)C2C1C1CC(CCC1c1c2[n

H]c2c1cccc2)C(C)(C)C 

360 S1C2N(c3c(C2=NN(C)C1=N)cccc3)C(=O)C 

361 s1ccc(c1-c1sccc1)-c1sccc1 



362 

O=C1C=C2NC(=O)C(=CC=C[C@@H](OC)[C@H](O

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

](C)C)[C@H](OC)C[C@@H](CC(=C1NCC=C)C2=O)

C)C)C 

363 O=C1c2c(CC1=Cc1ccccc1C(OC)=O)c1CCCc1cc2 

364 [I+](C=1C(=O)NC(=NC=1[O-])N)c1ccccc1 

365 OC1(N=C(c2c(-n3c1ccc3)cccc2)c1ccccc1)CC 

366 O=C(N)C=1NC(N=C2N(C=NC=12)Cc1ccccc1)(C)C 

367 
O=C1CCC(N(C(=O)c2ccccc2)CCCC)c2c1[nH]c1c2ccc

c1 

368 
[n+]1(c2c(cccc2)c(N(C)C)cc1C)CCCCCCCCCC[n+]1c

2c(cccc2)c(N(C)C)cc1C 

369 
Fc1ccc(cc1)C(CC1OCCO1)C[NH+]1CCC2(N(C)C(=O

)N(C)C2=O)CC1 

370 Clc1ccccc1C1=COc2c(ccc(F)c2)C1=O 

371 Clc1cc2N=C(N(C(=O)c2cc1)c1scc(n1)C)C 

372 O(CC)c1ccc(N\C=C(/C#N)\c2[nH]c3c(n2)cccc3)cc1 

373 Clc1c(cccc1Cl)\C=C(/C(=S)N)\C#N 

374 s1c2c(nc1NC(=O)\C=C\c1c3c(ccc1)cccc3)cccc2 

375 
O=C1N(CC(=O)N2c3c(cccc3)[C@@H](CC2(C)C)C)C

(=O)CC1 

376 
O=C1NC(C)=C(C(OCCC(C)C)=O)[C@H](N1)c1ccc(c

c1)C 

377 S=C(Nc1cc(F)ccc1)NCc1ncccc1 

378 Clc1ccccc1C=NN1CCN(CC1)c1ccc(cc1)C 

379 
O=C(N[C@H]1CCCC[C@H]1C)c1ccc([N+](=O)[O-

])cc1 

380 
Clc1ccc2c(NC(C)=C(CN3CC[NH+](CC3)C)C2=O)c1

C 

381 S(=O)(=O)(Nc1ccccc1C#N)c1ccccc1 

382 O1CCN(CC1)c1ccccc1NC(=O)c1ccccc1 

383 O=C1NC(C)=C(C(OC(C)C)=O)[C@@H](N1)c1ccccc1 

384 O(C)c1ccc(cc1)C(=O)NNC1=Nc2c3c1cccc3ccc2 

385 O=C1N(N(C)C(C)=C1NC(OCc1ccccc1)=O)c1ccccc1 

386 O=C(N)C1CC[NH+](CC1)CCC(=O)Nc1cc2CCCc2cc1 

387 O1C(=CC(=Cc2cc([N+](=O)[O-])ccc2)C1=O)c1ccccc1 

388 O1c2cc(ccc2OC1)C1[NH2+]CCc2c1cc(OC)c(OC)c2 

389 Clc1ccc(cc1N)-c1oc2c(n1)cc(cc2)C 

390 S(Cc1ccc(cc1)C)c1nnc(n1N)-c1ccccc1 

391 O1CCN(CC1)C(=O)c1cc2c(cc1O)cccc2 

392 O(CCC(C)C)c1ccc(cc1)[C@]1(NC(=O)NC1=O)C 

393 Brc1cc(OCC(Oc2ccccc2C)=O)ccc1 

394 s1cccc1S(=O)(=O)N1c2c(CCC1)cccc2O 

395 S\1c2c(N(CCO)/C/1=C\c1[n+](cccc1)C)cccc2 

396 s1c2N(CN(Cc2c(C)c1C)CC=C)C(=O)c1ccccc1 

397 S1CC(=O)Nc2cc(ccc12)C(=O)N1CCOCC1 

398 

Clc1ccc([N+](=O)[O-

])cc1N1C(=O)[C@H]2[C@H]([C@H]3O[C@@H]2C=

C3)C1=O 

399 
O1CC[C@@](CC1(C)C)(Cc1ccccc1)CCN1C(=O)CCC

1=O 

400 O=C(Nc1ccccc1)c1ccc(cc1)C 

401 S(=O)(=O)(NCc1ccc(cc1)C)c1cc(OC)c(OC)cc1 

402 S(Cc1ccc(cc1)C(OC)=O)c1nncn1C 

403 
O1CCC[C@H]1COC(=O)[C@@H]1CC=CC[C@H]1C

(=O)Nc1ccccc1 

404 O(C)c1cc(N2C(=O)CN=C2Nc2nc(cc(n2)C)C)ccc1OC 

405 
O=C1N2C(=Nc3c1cccc3)[C@@H](c1c(C2)cccc1)Cc1

ccccc1 

406 O=C(C)c1cc(NC(=O)\C(=C\c2ccc(cc2)C(C)C)\C#N)cc

c1 

407 O=C1NCCC[C@@H]1C(=O)NC[C@H](O)CO 

408 
O1c2n[nH]c(c2[C@H](C(C#N)=C1N)c1ccc(OC(C)C)c

c1)C 

409 O([C@H](C(=O)NN=C1CC[NH+](CC1)C)c1ccccc1)C 

410 S=C(NC(=O)c1occc1)[N-]c1ccc(N(C)C)cc1 

411 
O(C[C@@H]1CCC=CC1)C[C@H](O)Cn1c2c(nc1CC)

cccc2 

412 Brc1cc(ccc1)[C@H]1SC[C@@H](N1)C(=O)[O-] 

413 Clc1ccc(cc1)CSc1nc2c(cc1)cccc2 

414 O(c1ccccc1C=CC(=O)[O-])c1ccccc1 

415 O(CC)C(=O)Nc1ccccc1C(=O)N1CCCCC1 

416 
O=C(NC1CCCCC1)N1c2c(cc(cc2)C)[C@H](CC1(C)C

)C 

417 O(C)c1ccccc1C=CC(=O)Nc1cc(cc(c1)C)C 

418 O(C(=C(C#N)C#N)c1ccccc1)C 

419 O=C1c2c(cccc2)C(=O)C1=C(Nc1ccccc1C)C#N 

420 o1c2c(nc1-c1cc(N)ccc1)cc(cc2)CC 

421 O=C(N[C@@H](C(=O)N)C#N)C 

422 o1cccc1C(O[C@H]1CCC[NH+](C1)C)=O 

423 O(C)c1ccccc1C(=O)NC1CC([NH2+]C(C1)(C)C)(C)C 

424 
O=C1NC(C(C(OC)=O)=C(N1)C)c1cc([N+](=O)[O-

])c([O-])cc1 

425 [nH+]1c2c(n(CC[NH+](C)C)c1N)cccc2 

426 ON=Cc1c(n(nc1C)-c1ccccc1)C 

427 O(C)c1ccccc1Nc1c2cc(ccc2ncc1C(OCC)=O)C 

428 s1ccnc1NC(=O)c1cc(OC)cc(OC)c1 

429 Clc1cccc(Cl)c1C=CC(=O)N(C)C1CCCCC1 

430 s1c(N=CC2C(=O)CCCC2=O)c(cc1C)C(OCC)=O 

431 
O=C1N2N=C(n3nc(cc3C)C)c3c(C2=Nc2c1cccc2)cccc

3 

432 
O1[C@@]2(O)c3c(cccc3)C(=O)[C@]2(O)C(C(OCC)=

O)=C1C 

433 O(C)c1cc(ccc1OC)C=NNC(=O)c1n[nH]c2c1CCCC2 

434 S=C1NC(=O)/C(/N1)=C\c1ccccc1OC 

435 o1c(ccc1COc1cc2c(cc1)cccc2)C(=O)NN 

436 s1cccc1[C@](O)(C(=O)NNc1ccc(cc1)C)c1ccccc1 

437 Fc1cc(ccc1)C=1OC(=O)/C(/N=1)=C\c1c2c(ccc1)cccc2 

438 O(C)c1cc(ccc1OC)C(=O)CC(=O)c1ccccc1O 

439 Brc1ccc(cc1)C(=O)CSc1nc([nH]n1)CC 

440 O1c2c(C=C(C(=O)Nc3ccccc3OC)C1=O)cc(OC)cc2 

441 Brc1cc(C)c(OC(=O)c2cc(OC)ccc2)c(c1)C 

442 
S(=O)(=O)(N)c1cc2[C@@H]3[C@@H](CC=C3)[C@

H](Nc2cc1)C(C)C 

443 s1c2c(CC[C@@H](C2)C)c(C(OC)=O)c1NC(=O)COC 

444 
s1cccc1-

c1[nH]nc2OC(N)=C(C#N)[C@@H](c12)c1ccccc1F 

445 O=C(NN=CC(C)C)c1ccc(N(C)C)cc1 

446 O(C)c1cc2c(cc1OC)CCN(C(=O)c1ccccc1)[C@H]2C 

447 O(CC(=O)c1ccc(O)cc1O)c1cc2c(cc1)cccc2 

448 S(=O)(=O)(N)c1ccc(cc1)CCNC(=S)Nc1ccccc1 

449 
S(C)C=1NC(=O)[C@@H](C(OC)=O)[C@H](C=1C#N

)c1ccccc1C 

450 FC(F)(F)COc1ccc(OCC(F)(F)F)cc1 

451 
O1c2c(ccc(OC(C(=O)NC3CCCCCC3)C)c2)C(=CC1=

O)C 

452 s1c2cc(ccc2nc1NC(=O)c1occc1)C 

453 Brc1ccc(N2C(=O)[C@H](NCc3occc3)CC2=O)cc1 

454 S=C1NC(=O)C(OC2=NNC(=O)C=C2)=C(N1)C 

455 Fc1ccc(NC(=O)[C@@H](Oc2ccccc2)CC)cc1[N+](=O)



[O-] 

456 Brc1cc2c(ncnc2N[C@H](C(C)C)C(=O)[O-])cc1 

457 Brc1c(nc(nc1OC)N(C(=O)C)CC=C)C 

458 S=C(Nc1cc(ccc1)C(OC)=O)NNC 

459 Fc1cc(NC(=O)c2nccnc2)ccc1 

460 
N1c2c(N[C@@H](CC(C)=C)[C@@H]1CC(C)=C)cccc

2 

461 O=C(Nc1ccc(cc1)CCC)\C=C\C(=O)[O-] 

462 O=C([O-])/C=C(\C=C\c1c2c([nH]c1)cccc2)/C 

463 Clc1cc(Cl)ccc1O[C@@H](C(=O)NC1CCCC1)C 

464 O(C)c1cc(ccc1OC)C=NN1CCN(CC1)c1ncccc1 

465 O1C=C\C(=N/c2ccc(cc2C)C)\c2cc(ccc12)C 

466 O=C1NC(=O)N(c2nc(n(c12)CCC(C)C)N(C)C)C 

467 
O(C)c1cc(ccc1OC)C(=O)NNC=1CC(CC(=O)C=1)(C)

C 

468 o1c2c(nc1-c1ccc(N)cc1)cc(cc2)CC 

469 O(C(=O)CN1C(=O)c2c(cccc2)C1=O)c1ccccc1OC 

470 O(C)c1ccc(cc1C)C[NH2+]C1C2CC3CC1CC(C2)C3 

471 
S=C1N[C@H](C=2CCc3c(cc(OC)cc3)C=2N1)c1ccc(F

)cc1 

472 Clc1c(cc(OCC(=O)Nc2sc(nn2)C)cc1C)C 

473 Clc1ccccc1[C@@H]1NC(=O)Cc2cc(OC)c(OC)cc12 

474 O(C)c1cc(OC)ccc1\C=N\CC1(CCCC1)c1ccccc1 

475 O=C(N)c1n(ncc1\N=C\c1ccc([N+](=O)[O-])cc1)C 

476 S(=O)(=O)(N)c1ccc(NC(=O)C=C(C)C)cc1 

477 Fc1ccccc1CC(NC(=O)C)C(=O)[O-] 

478 O(C)c1ccc(Nc2cc([nH+]c3c2cc(cc3)C(OC)=O)C)cc1 

479 [NH+]1(CCN(N=Cc2ccc(cc2)C)CC1)Cc1ccccc1 

480 O(CC(=O)NC(C)c1ccccc1)c1cc(C)c(cc1)C(C)C 

481 
O=C(NC1CCCCC1)N1c2c(cc(cc2)C)[C@@H](CC1(C

)C)C 

482 Clc1ccc(cc1)C(=O)Nc1cc2nc(oc2cc1)-c1ccccc1 

483 O=C1N=C(NC(=C1)C)NCC[NH+](C)C 

484 S(=O)(=O)(CC)c1cc(O)c(NC(=O)c2ccccc2)cc1 

485 Clc1cc(NC(=O)COc2ccccc2C(C)(C)C)ccc1OC 

486 O1c2c(C=C(C(Oc3ccccc3OCC)=O)C1=O)cccc2 

487 S(=O)(=O)(Nc1ccc(cc1)C(OC)=O)\C=C\c1ccccc1 

488 O=C1C[C@@]2(CC[C@@]1(C)C2(C)C)C(=O)NCC 

489 O(CC(=O)Nc1ccc(OC(C)C)cc1)c1ccccc1[N+](=O)[O-] 

490 Clc1ccc(cc1)C(=NNC(=O)COc1ccc(cc1)C)C 

491 FC(F)(F)c1nc2c(n1CC(OCC)=O)cccc2 

492 FC1=CN(CCC(=O)[O-])C(=O)NC1=O 

493 S(CC(=O)Nc1c2c(ccc1)cccc2)c1n2c(nn1)C=CC=C2 

494 S=C(Nc1cc(cc(c1)C)C)N 

495 Clc1ccccc1[C@H]1NC(=O)N(C)C(C)=C1C(OCC)=O 

496 S(=O)(CCC(=O)[O-])c1ccccc1C(=O)[O-] 

497 
Clc1ccc(N2CC[NH+](CC2)C2C3CC4CC2CC(C3)C4)c

c1 

498 O(C)c1cc(OC)ccc1CN1CCN(CC1)C(=O)c1cccnc1 

499 Clc1cc(NS(=O)(=O)c2ccccc2C)cc(Cl)c1[O-] 

500 Clc1cc2sc(nc2cc1)NN 

501 Clc1cc2nccc(OC(=O)N3CCOCC3)c2cc1 

502 
Fc1cc(ccc1)CC[NH2+][C@@H]1CC(=O)N(C1=O)c1c

cc(cc1)C 

503 S=C1NC(=O)/C(/N1)=C\c1ccc(cc1)CC 

504 Brc1ccc(cc1)-c1oc(SC)nn1 

505 
S(CC(=O)c1ccc([N+](=O)[O-])cc1)c1oc(nn1)-

c1ccncc1 

506 Clc1cc(ccc1Cl)-c1nc(sc1)NC(=O)C1CC1 

507 ClC(=CCSc1nc2N(C)C(=O)NC(=O)c2n1C)C 

508 
O1C[C@H]1CN1C(=O)c2c(cc3c(c2)C(=O)N(C[C@H]

2OC2)C3=O)C1=O 

509 S1c2c(N=C(C[C@H]1c1ccc(OC)cc1)c1ccccc1)cccc2 

510 S=C1NN=C(N1N=C(C)c1ccc(F)cc1)CC 

511 
O=C1NC(C)=C(C(=O)C)C([C@H]1C#N)c1cc([N+](=

O)[O-])ccc1 

512 O(CC(=O)Nc1cc(O)ccc1)c1ccc(cc1)C 

513 O=C(NC1(CCCC1)CCC)c1ccccc1 

514 
O=C1NC(=O)N(c2nc(n(c12)CCC(C)C)N1CC[NH2+]C

C1)C 

515 Fc1cc2cc([nH]c2cc1)C(=O)N 

516 
S(C)C=1NC(=O)[C@H](C(OC)=O)[C@@H](C=1C#N

)c1ccccc1OC 

517 
O(C)c1ccc(cc1)C=1C(C#N)=C(n2c(nc3c2cccc3)C=1C

#N)N 

518 o1c2cc(ccc2nc1-c1cc(N)cc(N)c1)C 

519 Fc1ccc(cc1)-c1c2C[C@H](CCc2nc(N)c1C#N)C 

520 O1C=C\C(=N/c2ccccc2)\c2cc(ccc12)C 

521 O=C1N(C)C(=NN=C1)NCC[NH+](C)C 

522 Clc1ccc(S(=O)(=O)Nc2ccccc2CO)cc1 

523 Clc1ccc(cc1)C=NN1C(=O)c2c(cccc2)C1=O 

524 [nH]1c2c(cccc2)c(-c2c3c(ncc2)cccc3)c1C 

525 O(C)c1ccccc1-n1cnc(N)c1C(OC)=O 

526 Clc1ccc(NC(=O)CCC(=O)Nc2ccc(Cl)cc2)cc1 

527 [nH]1nc(C)c(-c2c(n[nH]c2C)C)c1C 

528 Clc1cc(ccc1)C=NNC(=O)c1nc2n(n1)C(=CC(=N2)C)C 

529 O=C(NN=C(C)c1cc(N)ccc1)c1cc([N+](=O)[O-])ccc1 

530 S=C(NC(=O)c1ccccc1)[N-]c1ccccc1C(=O)N 

531 Brc1cc(ccc1OC)C[NH2+]Cc1ccccc1OC 

532 Clc1cc(NC(=O)c2nsnc2)c(OC)cc1OC 

533 
Clc1ccccc1NCN1C(=O)[C@H]2[C@@H](CC=CC2)C

1=O 

534 Clc1ccccc1-c1nnc(SCc2ccccc2F)n1N 

535 
s1c2C[C@@H](CCc2c2c1N=CN(CC(=O)N(CC)CC)C

2=O)C 

536 Clc1cc(NC(=O)\C(=C\c2oc(cc2)C)\C#N)ccc1 

537 Clc1cc(cc(Cl)c1)C(=O)Nc1sc2c(n1)c(ccc2)C 

538 O(C(=O)c1nc(NC[C@@H](O)C)c2c(n1)cccc2)CC 

539 o1c(ccc1C)[C@H]1NC(=O)NC(C)=C1C(OC(C)C)=O 

540 Clc1ccc(S(=O)(=O)Nc2cc(ccc2)CC)cc1 

541 s1c(C(OCC)=O)c(nc1NC(=O)C=Cc1occc1)C 

542 
O(CC)c1ccc(N2C(=O)[C@H]3[C@H]([C@@H]4C=C

[C@H]3C4)C2=O)cc1 

543 
s1cc(c2c1N=CN([C@@H](C(=O)[O-])C)C2=O)-

c1ccccc1 

544 s1c2N=CNC(=O)c2c(C)c1C(OCc1ccccc1)=O 

545 Clc1cc(Cl)ccc1OCC(=O)Nc1nn(nn1)CC 

546 Clc1cc(-c2onc(n2)-c2ccccc2C)c(OC)cc1 

547 s1c(nnc1Nc1ccc(cc1)C(=O)C)-c1ccncc1 

548 O(C)c1ccccc1NCC(=O)NN=C1CCCC1 

549 
Fc1cc2c(N(C=C(C(=O)[O-

])C2=O)C2CC2)c(OC)c1N1C[C@H]([NH2+]CC1)C 

550 O(C)c1cc(OC)c(O)cc1C=C[N+](=O)[O-] 

551 S=C(NC(=O)c1c(OC)cccc1OC)[N-]c1ccccc1 

552 Fc1cc(F)ccc1NC(=O)NCc1cccnc1 

553 S=C(NC(=O)CCC)[N-]c1ccc(cc1)-c1oc2cccnc2n1 

554 O(C(=O)/C(=C/c1c2c(n(c1)C)cccc2)/C#N)C 

555 Clc1cc(ccc1Cl)C(=O)Nc1c2c(nccc2)ccc1 

556 
O=C1Nc2c(N[C@H]1CC(=O)Nc1c3c(ccc1)cccc3)cccc

2 



557 S(=O)(=O)(Nc1ccc(cc1)C(=O)Nc1ccccc1C)C 

558 Clc1cc(Cl)ccc1COc1ccc(cc1)C(=O)CC 

559 Brc1ccc(SCC(=O)N2CCC(CC2)C)cc1 

560 O(C(C)C)c1ccccc1C=NNC(=O)c1cc(NC(=O)C)ccc1 

561 O(C)c1ccc(OC)cc1C=NNC(=O)c1cc(NC(=O)C)ccc1 

562 Clc1cccc(NC(=S)Nc2ccc(N(CC)CC)cc2)c1C 

563 S=C(Nc1cc(ccc1)C(=O)C)N(Cc1cn(nc1C)CC)C 

564 o1c(ccc1C)C=C(C#N)c1ccc(cc1)C 

565 O=C(Nc1cc(ccc1C)C)C=Cc1ccc(cc1)C 

566 o1cccc1C(=O)Nc1cc(NC(=O)CCC)c(OC)cc1 

567 S(Cc1ccc(cc1)C(=O)NC1CCCC1)c1ccc(cc1)C 

568 Clc1c2nc(sc2ccc1)NC(=O)c1oc2c(c1)cccc2 

569 Clc1ccccc1-c1oc(nn1)C 

570 
s1c(N2C(=O)[C@H]3[C@H]([C@@H]4C=C[C@H]3

C4)C2=O)c(cc1C)C(OCC)=O 

571 S(=O)(=O)(Nc1ccccc1C(=O)N)c1ccc(cc1)C 

572 Clc1ccccc1OCC(=O)NN=Cc1ccccc1OC 

573 O1CCN(CC1)c1ccc(NC(=O)CC(C)C)cc1 

574 O(CC(=O)NC(C)(C)C)c1ccc(cc1C)C 

575 O1CCC[C@H]1CNc1nc(nc2c1cccc2)Nc1cc(cc(c1)C)C 

576 O(C(=O)[C@@H](C(=O)Nc1ncccn1)C1CCCCCC1)C 

577 O1c2cc(C=C(C#N)c3ccc(cc3)C)c(OC)cc2OC1 

578 Clc1cc2nc(sc2cc1OC)NC(=O)c1ccc(cc1)CC 

579 S=C(NC(=O)c1ccc(cc1C)C)[N-]c1ccccc1 

580 O=C/1N(c2c(cccc2)\C\1=C/c1cc([nH]c1C)C)c1ccccc1 

581 S=C(NC1CC1)NCc1cc(OC)ccc1 

582 s1c2N3C(=NNC3=S)N(CC=C)C(=O)c2c(C)c1C 

583 S(=O)(=O)(N1CCCCC1)c1c2c(ccc1)cccc2 

584 Fc1ccccc1[C@@H]1Nc2c(cccc2)C(=O)N1Cc1occc1 

585 Clc1cc(ccc1Cl)CN(S(=O)(=O)C)c1ccccc1 

586 O=Cc1c2c(n(c1)CC(=O)N1CCc3c(C1)cccc3)cccc2 

587 s1cccc1C(=O)Nc1cc2nc(oc2cc1)-c1cc(C)c(cc1)C 

588 Fc1ccc(cc1)CNC(=O)[C@H](Oc1ccccc1)CC 

589 
O1CCC[C@@H]1[C@@H](NC(=O)Nc1ccc(cc1)C(O

CC)=O)C 

590 s1c2cc(OC)ccc2nc1NC(=O)c1ccc(cc1C)C 

591 S=C(NC(=O)C(C)(C)C)[N-]c1ccc(cc1)-c1oc(cc1)CO 

592 Fc1cc(NC(=O)Nc2ccc(OCC)cc2)ccc1C 

593 FC(F)C=1n2ncc(c2N=C(C=1)C)C(=O)Nc1ccc(cc1C)C 

594 O(C)c1ccc(cc1)CC(=O)NN=Cc1cccnc1 

595 o1cccc1C(=O)Nc1c2c(ccc1)C(=O)N(C2=O)c1ccccc1 

596 S(CC(=O)Nc1ccc(F)cc1)c1nc(c2CCCCc2n1)C 

597 
S=C(NC1C2CC3CC1CC(C2)C3)NC(=O)c1cc(OC)ccc

1 

598 
O1C([O-

])=C(CC=2C(=O)C=C(OC=2O)C)C(=O)C=C1C 

599 s1c2CCCCc2nc1NC(=O)CSCc1ccccc1 

600 Clc1ccc(Cl)cc1C(=O)Nc1ccc(cc1)C(=O)N 

601 Clc1ccc(cc1)C(=O)NNC(=O)c1ccc(OCC(C)C)cc1 

602 o1cccc1\C=C\C(=O)Nc1cc(ccc1OC)C 

603 S=C(NC1CCCC1)N[C@@H](C)c1cc(OC)c(OC)cc1 

604 
O=C(Nc1cc(NC(=O)CC)ccc1)c1cccc([N+](=O)[O-

])c1C 

605 Clc1cc(Cl)ccc1COc1ccc(cc1OCC)C[NH3+] 

606 Clc1cc(C)c(S(=O)(=O)N2C[C@H](CCC2)C)cc1C 

607 O(CC(=O)N1CCCC1)c1c2c(ccc1)cccc2 

608 S(Cc1ccc(cc1)C(C)(C)C)c1nnnn1C1CCCCC1 

609 O=C(NN=Cc1ccc(N(CC)CC)cc1)Cn1cc[nH+]c1C 

610 O=C(NN=Cc1cc(ccc1)C)c1ccccc1C(=O)[O-] 

611 S(Cc1oc2c(cc(OC)cc2)c1C(OCC)=O)c1ccccc1 

612 O(C)c1ccccc1CNc1nc2c(n1C(C)C)cccc2 

613 n1cnc2n(ncc2c1NCc1ccccc1)-c1cc(ccc1)C 

614 O=C(NCC(C)C)C=Cc1ccc(cc1)C 

615 o1c(ccc1COc1ccc(cc1)CCC)C(OC)=O 

616 O(C)c1ccc(cc1)[C@H](NC(=O)[C@H](C)c1ccccc1)C 

617 
s1c2c(nc1NC(=O)c1oc([N+](=O)[O-

])cc1)c(OC)cc(OC)c2 

618 S(CC(=O)Nc1ccccc1C)CC(=O)Nc1ccc(cc1)CC 

619 Clc1ccc([N-]C(=S)NC(=O)c2cc(ccc2)C)cc1C(=O)[O-] 

620 O=C(CC(=O)Nc1ccc(N(C)C)cc1)C 

621 O([C@H](CC)C(=O)Nc1ccccc1C)c1ccccc1 

622 Clc1ccccc1C(=O)Nc1cc(NC(=O)C(C)C)ccc1 

623 O=C(N)c1cc(N)c(N2CCC(CC2)C)cc1 

624 s1c2cc(NC(=O)C)ccc2nc1NC(=O)c1ccc(cc1)CC 

625 Clc1cc([N-]C(=S)NC(=O)c2ccc(cc2C)C)ccc1 

626 Clc1cccc(NC(=O)CCC)c1N1CCOCC1 

627 Clc1cccc(F)c1CC(=O)Nc1cc(Cl)c(Cl)cc1 

628 o1cccc1CNC(=O)[C@H](C#N)c1ccccc1 

629 o1c(C)c(cc1C)C=C(C#N)C#N 

630 O=C(NN=Cc1ccc(cc1)C#N)CNc1ccc(cc1C)C 

631 
o1c(ccc1C)C(=O)C[C@@]1(O)c2c(N(CCC)C1=O)ccc

c2 

632 Clc1cc(ccc1C(=O)NNC(=O)c1ccncc1)C 

633 Fc1ccc([N+](=O)[O-])cc1NC(=O)c1ccc(cc1)-c1ccccc1 

634 S1C(=Cc2cccnc2)C(=O)N=C1Nc1ccccc1C 

635 Clc1ccc(cc1)C(=O)Nc1ccc(N)cc1OC 

636 Clc1cc(ccc1Cl)C(OCc1cc(ccc1)C(OC)=O)=O 

637 s1cccc1S(=O)(=O)NC(=S)NC1CCCCC1 

638 O=C/1N(c2c(cccc2)\C\1=C/c1ccc(N(C)C)cc1)c1ccccc1 

639 O(CC(=O)NN=Cc1cc(ccc1)C)c1cc2c(cc1)cccc2 

640 O(CC)C(=O)/C(=C/c1cc2c(cc1)cccc2)/C#N 

641 S(Cc1ccccc1C)CC(=O)[O-] 

642 S(=O)(=O)(N1CCC(CC1)C(=O)NN)c1c(cc(cc1C)C)C 

643 S=C1NC(C(C(=O)C)=C(N1)C)c1cc(OCC)c(O)cc1 

644 O=C(NC(C)c1[nH]c2c(n1)cccc2)C1CC1 

645 S(C)c1nnc(n1C)COc1c2nc(ccc2ccc1)C 

646 S=C(NCc1ncccc1)NCCc1cc(OC)c(OC)cc1 

647 Clc1cc(Cl)ccc1NC(=O)Nc1nccc(c1)C 

648 S1c2n(N=C1c1ccc(NC(=O)Cc3ccccc3)cc1)c(nn2)C 

649 S(CC(=O)NC1CCCC1)c1nnc(n1C)C1CCCCC1 

650 Fc1ccccc1C(=O)N(CC1=Cc2cc(ccc2NC1=O)C)CC 

651 
O=C1N(C)C(=O)N(c2n(cnc12)CC(=O)Nc1nccc(c1)C)

C 

652 S(CC(=O)NC(C)C)c1nnc(n1C1CCCCC1)C 

653 O(Cc1ccccc1)c1ccc(NC(=O)Nc2ccc(OC)cc2)cc1 

654 s1c2c(nc1SCC(=O)N(CC)c1ccccc1)cccc2 

655 Brc1ccc(NC(=O)c2noc(c2)-c2ccccc2)cc1 

656 Brc1cc(NC(=O)CC)ccc1OC 

657 o1cccc1\C=C\C(=O)Nc1cc(ccc1)C 

658 Clc1ccc(cc1)C=[N+]([O-])c1ccc(cc1)C 

659 S=C(Nc1cc(ccc1)C)NNC(=S)NCc1ccccc1 

660 
Fc1cc2c3N([C@H](CCc3c1)C)C(O)=C(C(=O)NCC[N

H+](C)C)C2=O 

661 O(CC(=O)Nc1cccc(C)c1C)c1c(cccc1C)C 

662 Clc1ccccc1NC(=O)[C@@H](Oc1cc(Cl)ccc1)C 

663 Fc1ccc(cc1)\C=N\c1ccc(cc1)C(=O)[O-] 

664 O(CC)c1ccccc1C=NNC(=O)c1cc(NC(=O)C)ccc1 

665 
O(C)c1cc(OC)c([N+](=O)[O-

])cc1\C=C(/C#N)\c1ccc(cc1)C#N 

666 S(=O)(=O)(Nc1cc(O)c(cc1)C(=O)[O-])c1ccc(F)cc1 



667 O(C)c1ccccc1NCC(=O)NN=Cc1cc(OC)c(OC)cc1 

668 O=C(C)c1cc(NC(=O)Nc2cn(nc2C(=O)N)CC)ccc1 

669 Clc1ccccc1OCC(=O)NN=Cc1cc(OC)ccc1 

670 Clc1cc(Cl)ccc1C(=O)Nc1ccc(N)cc1C 

671 o1c(C)c(cc1C(OC)=O)CC(=O)c1c(O)cc(O)cc1O 

672 s1c2CCCCc2c2c1nc(SC)nc2N1CCCC1 

673 O(C)c1c(OC)c(OC)ccc1C=CC(=O)N1CCCC1 

674 Clc1cc2NC(=O)/C(/c2cc1)=C/c1cc(n(c1C)-c1ccccc1)C 

675 Clc1ccc(OCC(=O)NN=Cc2cc(O)c(OC)cc2)cc1 

676 Clc1ccccc1C=CC(=O)N1CCN(CC1)c1ccccc1 

677 Fc1ccc(cc1)COc1cc(ccc1)C[NH2+]C1CCCC1 

678 S(=O)(=O)(n1c2cc(C)c(cc2nc1)C)N1CCOCC1 

679 
O=C1N(C)C(=O)N(c2n(cnc12)CC(=O)NC1CCCCCC1

)C 

680 Clc1cccc(F)c1COc1ccc(NC(=O)C)cc1 

681 O(CC(=O)NNC(=O)c1n[nH]c(c1)C)c1cc(ccc1)C 

682 n1c2c(n([C@@H](CC)C)c1CC)cccc2 

683 Brc1ccc(cc1)C[NH2+]CC(C)C 

684 Fc1cc(F)ccc1\N=C\c1cc(oc1C)C 

685 S(=O)(=O)(N1CCCCC1)c1ccc(\N=C\c2oc(cc2)C)cc1 

686 s1cccc1CC(=O)NN=Cc1cc(OC)c(OC)cc1 

687 O=C(Nc1ccc(cc1)C)C(=Cc1ccc(cc1)C#N)C#N 

688 O(C(=O)c1ccccc1)c1ccc(cc1)-c1nc2n(c1)C=CC=C2 

689 O1c2cc(\C=C(/C#N)\c3ccc(cc3)C)c(OC)cc2OC1 

690 s1c(ccc1C)C=NNC(=O)CNc1ccccc1C 

691 s1cccc1-c1n(C(C)C)c(cc1)CCC(=O)[O-] 

692 
O1c2cc(C=NNC(=O)c3cccnc3)c([N+](=O)[O-

])cc2OC1 

693 S(CC(=O)Nc1cc(F)ccc1)c1ccccc1 

694 Clc1cccc(F)c1Cn1c2c(nc1C(O)C)cccc2 

695 Clc1cc(ccc1C(=O)N1CCN(CC1)c1cc(Cl)ccc1)C 

696 O=C1CC(Cc2nc(ncc12)NC(=O)Nc1ccccc1)(C)C 

697 Clc1cc(C(=O)Nc2ccccc2C)c(O)cc1 

698 Brc1ccc(OCC(=O)N2CCc3c2cccc3)cc1C 

699 Clc1ccc(Cl)cc1C(=O)Nc1ccccc1C(F)(F)F 

700 S(=O)([O-])(=Nc1cc(ccc1)C(=O)C)c1cc(ccc1OC)C 

701 Clc1ccc(Cl)cc1C(=O)NC 

702 
O(C)c1c2c(C[C@H]3N(C2)CCc2cc(OC)c(OC)cc23)cc

c1OC 

703 Brc1ccc(OCC(=O)N2CCN(CC2)C=O)cc1C 

704 Brc1c2c(ccc1)c(ccc2)C(=O)[N-]c1nn(nn1)CC 

705 Clc1cc2nc(sc2cc1OC)NC(=O)c1sccc1 

706 
S(\C(=C\c1ccc(OCC(C)C)cc1)\C(=O)[O-

])c1nc([nH]n1)C 

707 
s1c2nc(nc(N[C@H]([C@H](CC)C)C(=O)[O-

])c2cc1CC)C 

708 Clc1ccc(cc1NC(=O)Cc1ccc(cc1)C)C(F)(F)F 

709 Clc1ccc(Cl)cc1\N=C\c1ccc(F)cc1 

710 Clc1ccc(Cl)cc1-c1onc(n1)-c1ccc(cc1)C 

711 n1c2c(n(CC)c1-c1ccc(cc1)C)cccc2 

712 
S=C(NC[C@@H]1OCCC1)N[C@H](C)c1cc(OC)ccc1

OC 

713 S=C(Nc1cc(OC)c(OC)cc1)NCCc1ccc(F)cc1 

714 s1cccc1C=NNC(=O)c1ccccc1C 

715 Fc1ccccc1CNC(=O)Nc1cc2OCOc2cc1 

716 Clc1ccccc1OCC(=O)NN=Cc1cc(OC)c(OC)cc1 

717 S=C(NC1C2CC3CC1CC(C2)C3)NC(=O)c1ccc(cc1C)C 

718 Oc1ccc(\N=C\c2n(ccc2)-c2cc3c(cc2)cccc3)cc1 

719 Brc1ccc(NC(=O)CC2(CCCC2)CC(=O)[O-])cc1 

720 s1ccc(C)c1CNc1cc2OCOc2cc1 

721 O[C@@H](C)c1nc2c(n1Cc1ccc(cc1)C(C)C)cccc2 

722 
FC(F)(F)[C@]1(O)N(N=C(C1)CC)C(=O)[C@H](O)c1

ccccc1 

723 Fc1c(Oc2cc(O)ccc2)c(F)c(F)nc1N1CCCCC1 

724 O=C(Nc1c(cc(cc1C)C)C)\C=C\c1ccccc1 

725 O=C(Nc1c2ncccc2ccc1)c1ccc(cc1)C 

726 n1c2cc(\N=C\c3ccccc3)ccc2n(c1)C1CCCCC1 

727 s1c(nnc1SCC(=O)NCc1ccc(cc1)C)NC(=O)C 

728 
S(=O)(=O)(N[C@@H](C(=O)NCc1ccccc1OC)C)c1ccc

cc1 

729 Fc1cc2c3ncnc(N4CC[NH+](CC4)CCO)c3[nH]c2cc1 

730 S=C1NN=C(N1N=Cc1ccc(OC)cc1)c1ncccc1 

731 O(CC(=O)Nc1c(cc(cc1C)C)C)c1ccc(cc1)-c1ccccc1 

732 Clc1cc(ccc1)C(=O)Nc1ccc(N2CC[NH+](CC2)C)cc1 

733 O=C(Cn1cc(c2c1cccc2)C=O)c1cc([N+](=O)[O-])ccc1 

734 S(C(=Cc1cc(O)c(OC)cc1)C(=O)[O-])c1nc([nH]n1)C 

735 
O1[C@H](CN(C[C@@H]1C)C(=O)Nc1ccc(cc1)C(OC

C)=O)C 

736 O(CC(=O)NC(C)(C)C)c1ccc(cc1)CNc1nn[nH]n1 

737 Brc1ccc(OCC(=O)Nc2ccc(cc2)CC)cc1C 

738 O1CCOc2c1cc(NC(=O)[C@H](Oc1ccccc1)CC)cc2 

739 
O[C@@H](Cn1c2CCCCc2c2cc(ccc12)C)C[NH2+]Cc1

ccccc1 

740 s1ccc(NC(=O)Nc2cc(OC)c(OC)cc2)c1C(OC)=O 

741 Fc1cccc(F)c1NC(=O)\C=C\c1occc1 

742 s1c(nnc1SCC(=O)Nc1cc(ccc1F)C)C 

743 s1ccc(C)c1C=NN1C(=NNC1=S)c1cc(OC)ccc1 

744 o1cccc1\C=C\C(=O)Nc1ccc(cc1)CC 

745 
s1c2C[C@@H](CCc2c2c1NC(NC2=O)c1ccc(OC)cc1)

C 

746 Brc1ccc(-n2c3CC(CC(=O)c3cc2C)(C)C)cc1 

747 O(C)c1ccccc1NCC(=O)NN=Cc1cc2c(cc1)cccc2 

748 
S(=O)(=O)(N1[C@@H](CCC1=O)C(=O)N)c1ccc(cc1)

C 

749 O(Cc1c2c(ccc1)cccc2)c1ccc(cc1OC)C=NNC(=O)N 

750 s1cccc1CC(=O)NN=C(Cc1ccc(OC)cc1)C 

751 S(Cc1ccc(cc1)C#N)c1nnc(n1CC)-c1ccncc1 

752 Clc1ccc(OCC(=O)c2cc3CCCCc3cc2)cc1 

753 s1c2cc(NC(=O)C)ccc2nc1[N-]C(=S)NC(=O)CCC 

754 O=C(NN=C1CCCC1)CNc1ccccc1C 

755 
ClC=1C[C@@H]2[C@@H](CC=1)C(=O)N(c1[nH]nc

c1)C2=O 

756 O=C([O-])c1cc(N2Cc3cc(C)c(cc3C2)C)ccc1 

757 O(CC(=O)N)c1ccc(cc1)C=NNC(=O)c1cc(N(C)C)ccc1 

758 S1c2n(ncn2)C(=O)[C@@H]1CC(=O)Nc1ccc(OC)cc1 

759 O(C(C)C)c1ccc(cc1)C(=O)Nc1ccc(NC(=O)CC)cc1 

760 O(C)c1c(OC)c(OC)ccc1C=CC(=O)Nc1cc(ccc1C)C 

761 FC(F)Oc1ccccc1NC(=O)c1ccc(cc1)-c1ccccc1 

762 Clc1ccccc1C=CC(=O)N1CCC(CC1)C(OCC)=O 

763 
S([C@H](C(=O)N1CCN(CC1)c1ccccc1)C)c1ccc(cc1)

C 

764 Clc1cc2c(OC(=O)C=C2C)cc1OCc1cc(cc(c1)C)C 

765 o1c(C)c(cc1C)\C=C(/C#N)\c1ccccc1 

766 s1cccc1C(=NNC(=O)CSc1nc2c(n1C)cccc2)C 

767 Clc1cc(N2C(c3cc(OCC)ccc3NC2=O)=C)ccc1 

768 
S=C(Nc1ccc(cc1)[C@H](CC)C)[N-

]c1cn(nc1C(=O)N)CC 

769 O1c2cc(ccc2OC1)C(=O)Nc1c2c3c(CCc3ccc2)cc1 

770 S(=O)(=O)(N1CCCC1)c1ccc(NC(=O)c2ccccc2)cc1 

771 O=C(Nc1ccccc1[C@@H](CC)C)c1cc(cc(c1)C)C 



772 
O(C)c1cc2c(nc(nc2C)NC=2NC(=O)[C@@H](N=2)CC

(=O)[O-])cc1 

773 O1C(C)=C(C(=O)Nc2ccc(OCC)cc2)C(=CC1=O)C 

774 Fc1ccc(cc1)-c1n(CC(C)C)c(cc1)CCC(=O)[O-] 

775 O(C(=O)\C=C\c1ccccc1)c1cc(C)c(cc1)C 

776 s1nc2c(n1)cccc2NC(=O)c1c(noc1C)-c1ccccc1 

777 O1CCC[C@H]1CNC(=O)c1cc(NC(=O)C(CC)CC)ccc1 

778 o1c(nc(C#N)c1N1CCCCCC1)-c1ccc(cc1)C 

779 S=C(NC(=O)C=Cc1ccc(OC)cc1)[N-]c1ccc(cc1O)C 

780 Clc1cc(O[C@H](C(=O)NCCc2ccccc2)C)ccc1 

781 S=C(Nc1ccc(N(CC)CC)cc1)NCc1ccc(F)cc1 

782 O1C=C(CCC1)C[NH+]1CC2=C(NC(=NC2=O)N)CC1 

783 Clc1sc(cn1)CN1CCc2nc(ncc2C1)-c1ccccc1 

784 Brc1cncc([N+](=O)[O-])c1NC(C)C 

785 S(C)C1=NC(=O)C2=C(N1)CCN(C2)Cc1cc(C)c(F)nc1 

786 O=C1N=C(NC2=C1CN(CC2)Cc1[nH]c(cn1)C)C 

787 

O(CC)c1cc(ccc1)-

c1ncc(cc1)CN1CC2=C(NC(=NC2=O)C2CCCCC2)CC

1 

788 
O(CC(O)C[NH2+]C(C)C)c1ccc(cc1OC)C[NH2+]C(C)(

C)C 

789 
O(C)c1cc(ccc1OC)-

c1nn(c2ncnc(N)c12)C[C@@H](CO)C 

790 
[NH+]1(CCc2nc(ncc2C1)-c1ccc(N)cc1)Cc1n(ccc1)-

c1cc(ccc1)C#N 

791 
O=C1N=C(NC2=C1C[NH+](CC2)Cc1cccc(C)c1C)C1

=NCCCC1 

792 
Clc1cc(ccc1Cl)Cn1cccc1CN1CC2=C(NC(=NC2=O)C(

C)(C)C)CC1 

793 
s1c2ncccc2c(-

c2cc(F)ccc2)c1S(=O)(=O)c1cc(F)c(OC)cc1 

794 O1c2c(cccc2)C(=O)C(CN2CCc3nc(ncc3C2)C)=C1N 

795 
O=C1N=C(NC2=C1CN(CC2)Cc1cnn(c1C)-

c1ccccc1C)c1ccncc1 

796 
S(C)C1=NC(=O)C2=C(N1)CC[NH+](C2)Cc1c2cc(ccc

2nc2c1cccc2)C 

797 O(C)c1n(nc(C)c1CN1CCc2nc(ncc2C1)C1CC1)C 

798 
Clc1ccc(Cl)cc1-

c1oc(cc1)CN1CC2=C(NC(=NC2=O)C(C)C)CC1 

799 S(C)C1=NC(=O)C2=C(N1)CCN(C2)Cc1c(n[nH]c1C)C 

800 

FC(F)(F)c1ccc(cc1)-

c1nc2CC[NH+](Cc2cn1)Cc1c2c([nH]c1)cccc2OCc1cc

ccc1 

801 
O=C([O-])C[C@H](C[C@H]([NH3+])C(=O)[O-

])C(=O)[O-] 

802 
Clc1cc2c(OC(N)=C(CN3CCc4nc(ncc4C3)-

c3ccc(cc3)C(F)(F)F)C2=O)cc1 

803 Brc1cc(cnc1)C[NH+]1CC2=C(NC(=S)NC2=O)CC1 

804 
Clc1ccc(cc1)-

c1nc(ccc1)CN1CC2=C(NC(=S)N=C2)CC1 

805 
O=C1N=C(NC2=C1CN(CC2)Cc1cccnc1NC(=O)C(C)(

C)C)C1CC1 

806 O(CC1CCN(C1)C(OC(C)(C)C)=O)c1cc(N(C)C)ccc1 

807 
s1cccc1-c1ncc(cc1)C[NH+]1CCc2nc(ncc2C1)-

c1ccncc1 

808 
Clc1ccccc1-c1ncc(cc1)C[NH+]1CCc2nc(ncc2C1)-

c1cccnc1 

809 Brc1nc(ccc1)CN1CCc2nc(SC)ncc2C1 

810 Clc1sc(cc1)CN1CCc2nc(ncc2C1)N 

811 Clc1cccc(C)c1C[NH+]1C[C@@H](O)CCC1 

812 
O=C1N=C(NC2=C1C[NH+](CC2)Cc1[nH]c(cc1C)C)C

CC 

813 Clc1ccc(cc1-c1nc(Cl)ncc1)C(=O)C 

814 
Fc1ccc(cc1)C(OC(=O)c1ccc([N+](=O)[O-

])cc1)C(=O)NCC(OCC)=O 

815 
S(=O)(=O)(C)C1=NC(=O)C2=C(N1)CCN(C2)Cc1n(nc

(c1)C)C 

816 
O1CC(=Cc2c1cccc2)CN1CC2=C(NC(=NC2=O)c2cccc

c2)CC1 

817 
Brc1cc(cc(Br)c1)-

c1ncc(cc1)CN1CC2=C(NC(=NC2=O)C(C)C)CC1 

818 
Clc1cc(Cl)ccc1-

c1oc(cc1)CN1CC2=C(NC(=NC2=O)c2ccccc2)CC1 

819 
O1CC[NH+](CC1)C1CCN(CC1)c1ccc(nc1)NC1=CC(=

CN(C)C1=O)c1cccc(NC(=O)c2ccc(cc2)C(C)(C)C)c1C 

820 Brc1c2c(sc1C[NH+]1CCc3nc(ncc3C1)-c1cccnc1)cccc2 

821 
FC(F)(F)c1ccc(cc1)C1=NC(=O)C2=C(N1)CCN(C2)Cc

1nccnc1 

822 
s1cnc(C)c1C[NH+]1CCc2nc(ncc2C1)-

c1ccc(cc1)C(F)(F)F 

823 Fc1cc(F)ccc1-c1ncc(cc1)C[NH+]1CCc2nc(ncc2C1)N 

824 Clc1ncc(Cl)cc1CN1CC2=C(NC(=NC2=O)CCC)CC1 

825 
Brc1cc2c([nH]cc2CN2CC3=C(NC(=NC3=O)C3=NCC

CC3)CC2)cc1 

826 
S(=O)(=O)([O-])c1oc(cc1)CN1CCc2nc(ncc2C1)-

c1cncnc1 

827 

o1c(ccc1C)-

c1nn(cc1CN1CC2=C(NC(=NC2=O)c2ccc(N)cc2)CC1)

-c1ccccc1 

828 Brc1oc(cc1)CN1CC2=C(NC(=NC2=O)c2sccc2)CC1 

829 o1nc(cc1-c1ccccc1)CN1CCc2nc(ncc2C1)C1CCCCC1 

830 
O(C)c1ccc(cc1)-

c1nc(ccc1)CN1CC2=C(NC(=NC2=O)C2CC2)CC1 

831 

Fc1ccc(-

n2nc(C)c(c2)C[NH+]2CCc3nc(ncc3C2)C2=NCCCC2)c

c1 

832 
Oc1c2nc(ccc2ccc1)CN1CC2=C(NC(=NC2=O)c2cncnc

2)CC1 

833 
S(c1oc(cc1)CN1CCc2nc(ncc2C1)C(F)(F)F)c1[nH]c2c(

n1)cccc2 

834 o1c(ccc1C[NH+]1CCc2nc(ncc2C1)-c1ccncc1)C1CC1C 

835 s1cc(cc1)-c1oc(cc1)CN1CCc2nc(ncc2C1)C(C)C 

836 
s1cccc1-c1nc2CC[NH+](Cc2cn1)Cc1ccc(nc1)-

c1cc(OC)c(OC)cc1 

837 
Clc1nc([nH]c1CN1CC2=C(NC(=NC2=O)c2ccc(Cl)cc2

)CC1)CCCC 

838 s1c(cnc1N)CN1CC2=C(NC(=NC2=O)c2cncnc2)CC1 

839 
O1c2cc(OC)ccc2C[C@H](O)C1c1cc([N+](=O)[O-

])ccc1 

840 
ClC=1c2cc(Cl)ccc2OC(=O)C=1CN1CC2=C(NC(=NC2

=O)c2ccc(cc2)C(F)(F)F)CC1 

841 
FC(F)(F)c1cc(ccc1)CNC(=O)C(=Cc1cc(O)c(O)cc1)C#

N 

842 
FC(F)(F)c1ccc(cc1)-

c1nc2CC[NH+](Cc2cn1)Cc1c2cc(OC)ccc2n(c1)C 

843 OC1CCC[NH+](C1)Cc1cccc(C)c1C 

844 
S(c1oc(cc1)CN1CCc2nc(ncc2C1)C1=NCCCC1)c1[nH]

c2cc(ccc2n1)C 

845 
s1cnc(-

c2ccccc2)c1C[NH+]1CCc2nc(ncc2C1)C1CCCCC1 

846 Clc1cc(C)c(OC2C[NH2+]C2)cc1 



847 
Brc1ccc(cc1)-

c1oc(cc1)CN1CC2=C(NC(=NC2=O)c2cncnc2)CC1 

848 
S(=O)(=O)(C)C1=NC(=O)C2=C(N1)CCN(C2)Cc1cccn

c1OCC1CC1 

849 [NH+]1(CCc2nc(ncc2C1)-c1ccncc1)Cc1[nH]cnc1 

850 Clc1nc(N2CCN(CC2)C(=O)NC)ccn1 

851 
Clc1nc2c(cc1C[NH+]1CC3=C(NC(=S)NC3=O)CC1)cc

cc2C 

852 
O=[N+]([O-])c1cc(ccc1NCc1ccc([N+](=O)[O-

])cc1)C#N 

853 Clc1cc(ccc1C)-c1ncc(cn1)C(OCC)=O 

854 
Brc1cc2[nH]cc(c2cc1)C[NH+]1CC2=C(NC(SC)=NC2

=O)CC1 

855 FC(F)(F)c1ccccc1C1CCC[NH2+]C1 

856 Fc1ccc(OC)cc1CN1C[C@H]([NH3+])CC1 

857 
S(C)c1[nH]c(c(n1)-c1cc(ncc1)NCC(CC)C)-

c1ccc(F)cc1 

858 
Clc1cc(cnc1)CN1CC2=C(NC(=NC2=O)c2ccc(N)cc2)C

C1 

859 Clc1ccncc1CN1CCc2nc(ncc2C1)C1=NCCCC1 

860 
O(C)c1ncc(cc1)C[NH+]1CCc2nc(ncc2C1)-

c1ccc(N)cc1 

861 
Fc1cc(cnc1OC)CN1CC2=C(NC(=NC2=O)c2occc2)CC

1 

862 Clc1nccc(c1)C(=O)NCc1ccccc1C 

863 
ClC=1c2c(OC(=O)C=1CN1CCc3nc(ncc3C1)-

c1sccc1)cccc2 

864 
Fc1cc(ccc1)-

c1[nH]ncc1CN1CC2=C(NC(=NC2=O)C(C)C)CC1 

865 
ClC=1c2cc(F)ccc2OCC=1CN1CCc2nc(ncc2C1)-

c1ccncc1 

866 
O=[N+]([O-])c1cc([N+](=O)[O-

])ccc1NCCC1CC[NH2+]CC1 

867 S(C)c1nc2CCN(Cc2cn1)Cc1occn1 

868 Clc1ncnc2nc([nH]c12)-c1sccc1 

869 
FC(F)(F)c1ccc(cc1)C1=NC(=O)C2=C(N1)CCN(C2)Cc

1cnccc1C 

870 [NH+]1(CCc2nc(ncc2C1)-c1ccncc1)Cc1cn[nH]c1 

871 Fc1cc(C)c(cc1)C[NH+]1C[C@@H](O)CCC1 

872 
[Si](C(C)C)(C(C)C)(C(C)C)c1oc(cn1)CN1CCc2nc(ncc

2C1)N 

873 O=C1N=C(NC2=C1CN(CC2)Cc1[nH]c(cn1)C)N 

874 [Si](C\C(=C/CC\C=C(/C[Si](C)(C)C)\C)\C)(C)(C)C 

875 Fc1cccnc1CN1CCc2nc(ncc2C1)C1=NCCCC1 

876 Clc1ncnc(c1)-c1ccc(OC(F)(F)F)cc1 

877 
s1ccc(C)c1C[NH+]1CC2=C(NC(=NC2=O)C(C)(C)C)C

C1 

878 
S(C)C1=NC(=O)C2=C(N1)CC[NH+](C2)Cc1cc(n(c1C

)-c1ccccc1)C 

879 Brc1cc(F)c(OC2CN(C2)C(OC(C)(C)C)=O)cc1 

880 
FC(F)(F)Oc1ccc(cc1)-

c1ncc(cc1)C[NH+]1CCc2nc(ncc2C1)-c1cccnc1 

881 Fc1cc(CN2CCc3nc(ncc3C2)C(C)(C)C)c(OC)nc1 

882 

S(=O)(=O)([O-

])c1oc(cc1)CN1CC2=C(NC(=NC2=O)C2CCCCC2)CC

1 

883 

O(C)c1c2[C@H]3C=4C5=NC(C=4[C@@H](c2c(OC)c

c1)CC3)=Cc1[nH]c(C=c2[nH]c(=CC3=NC(C=4[C@H]

6c7c([C@@H](C3=4)CC6)c(OC)ccc7OC)=C5)c3[C@

H]4c5c([C@H](CC4)c23)c(OC)ccc5OC)c2[C@H]3c4c

([C@H](CC3)c12)c(OC)ccc4OC 

884 S(C)c1nc2CC[NH+](Cc2cn1)Cc1[nH]c2c(c1)cccc2 

885 

Fc1ccc(cc1)-c1c(-

c2ccc(F)cc2)c(n(C(C)C)c1CC[C@@H](O)C[C@@H](

O)CC(=O)[O-])C(=O)Nc1ccccc1 

886 
Clc1ccc(cc1)C1=NC(=O)C2=C(N1)CC[NH+](C2)CC=

1C2CC(CC=1)C2(C)C 

887 FC(F)(F)c1cc([N+](=O)[O-])c(NCc2ccccc2C)cc1 

888 
Fc1cc\2c(NC(=O)/C/2=C\c2[nH]c(C)c(C(=O)N[C@H]

3CCN(N(C)C)C34C(=O)C4=O)c2C)cc1 

889 
O=C1Nc2cc(\N=C/3\N=C(N4NC=C(CCCC1)C4=N\3)

Nc1cc(ccc1)C(=O)N(CC[NH+](C)C)C)ccc2 

890 O=C([O-])[C@@H]1CCC[NH+](C1)Cc1ccc(cc1)C 

891 
Fc1cc2[nH]cc(c2cc1)C[NH+]1CCc2nc(ncc2C1)-

c1cccnc1 

892 Clc1nc(ccc1)C(=O)NCc1cc([N+](=O)[O-])ccc1 

893 
FC(F)(F)c1nc2CC[NH+](Cc2cn1)Cc1c2c(n(c1)CC=C)

cccc2 

894 n1cnc2n(nc(c2c1N)-c1cc2c(cc1)cccc2)CC 

895 
Clc1ccc(cc1)-

c1nc2CC[NH+](Cc2cn1)Cc1c2c(ncc1)cccc2 

896 
Fc1c(cccc1O[C@H]1C[C@H](NC1)C(OC)=O)C(F)(F)

F 

897 Brc1cnccc1C[NH+]1CCc2nc(ncc2C1)-c1ccc(Cl)cc1 

898 O1c2c(OCC1(OC)C=1NCCN=1)cccc2-c1ccccc1 

899 
S(=O)(=O)(C)C1=NC(=O)C2=C(N1)CCN(C2)Cc1c(cc

(OC)cc1OC)C 

900 [NH+]1(CCc2nc(ncc2C1)N)Cc1c2c(n(c1)CC=C)cccc2 

901 O(\N=C/1\Cc2c(CC\1[NH3+])cccc2)CCCCc1ccccc1 

902 
FC(F)(F)c1ccc(cc1)C1=NC(=O)C2=C(N1)CCN(C2)Cc

1nc2c(cc1)cccc2O 

903 
O=C1N=C(NC2=C1CN(CC2)Cc1[nH]c([nH+]c1)C)C1

CC1 

904 
S(=O)(=O)(C)c1nc2CCN(Cc2cn1)CC=1COc2c(C=1)cc

cc2 

905 
S=C1NC(=O)C2=C(N1)CC[NH+](C2)Cc1c(n(nc1C)C)

C 

906 
O=C1N=C(NC2=C1CN(CC2)Cc1nc2c(n1CCC)cccc2)

C(C)C 

907 
[NH+]1(CCc2nc(ncc2C1)C1CCCCC1)Cc1nc2ncccc2cc

1 

908 OC[C@H](C[C@H]([NH3+])C(=O)[O-])C(=O)[O-] 

909 
s1c(C[NH+]2CCc3nc(ncc3C2)-c2ccc(N)cc2)c(nc1C)-

c1ccccc1 

910 
s1c(ccc1C[NH+]1CC2=C(NC(=NC2=O)c2cncnc2)CC1

)-c1ccccc1OC 

911 
O=C1N=C(NC2=C1CN(CC2)Cc1cn(nc1-c1ccncc1)-

c1ccccc1)N 

912 [nH]1c(C)c(nc1CN1CCc2nc(ncc2C1)C1=NCCCC1)C 

913 o1cccc1-c1nc2CC[NH+](Cc2cn1)Cc1nc[nH]c1C 

914 Clc1cccc(C[NH+]2CC(O)CCC2)c1F 

915 [NH+]1(CCc2nc(ncc2C1)N)Cc1cncnc1 

916 
Oc1c(CN2CC3=C(NC(=NC3=O)C3CCCCC3)CC2)c(c

nc1C)CO 

917 O=[N+]([O-])c1cc(ccc1NCCC1CC[NH2+]CC1)C#N 

918 
S(CC)c1ccc(cc1)-

c1ncc(cc1)CN1CC2=C(NC(=NC2=O)c2ccncc2)CC1 

919 
Clc1ccc(cc1)-c1nc2CC[NH+](Cc2cn1)Cc1cn[nH]c1-

c1ccc(OC)cc1 

920 Fc1ncc(cc1)CN1CC2=C(NC(=NC2=O)CCC)CC1 



921 
FC(F)(F)c1ccc(cc1)-

c1nc2CC[NH+](Cc2cn1)Cc1cn(nc1C)C 

922 

Fc1ccc(cc1)-

c1nc(C(=O)N([C@@H](C)c2ccccc2)C)c(n1CC[C@@

H](O)C[C@@H](O)CC(=O)[O-])C(C)C 

923 
Clc1cc(ccc1Cl)-

c1ncc(cc1)C[NH+]1CCc2nc(ncc2C1)CCC 

924 
S(=O)(=O)(C)C1=NC(=O)C2=C(N1)CCN(C2)Cc1ccc(

F)nc1 

925 
Fc1ccccc1[C@H]([C@@H]([NH+](C)C)C1CCCCC1)

CC[NH+]1CCN(CC1)c1ccccc1OC 

926 S=C1NC(=O)C2=C(N1)CC[NH+](C2)Cc1oc(cc1)C 

927 Clc1ccc(cc1)-c1sc(cn1)CN1CCc2nc(ncc2C1)C 

928 
s1cccc1-c1nn(cc1C[NH+]1CCc2nc(ncc2C1)C(F)(F)F)-

c1ccccc1 

929 
O=C1N=C(NC2=C1CN(CC2)Cc1n[nH]c(c1)C)c1ccc(

N)cc1 

930 S=C1NC(=O)C2=C(N1)CC[NH+](C2)Cc1n(nc(c1)C)C 

931 [nH]1c2cc(ccc2cc1)-c1nn(c2ncnc(N)c12)C 

932 
Fc1ccc(F)cc1N1N=C(C(=O)C)C(C1)(CCCN1[C@H]2

C[C@H](OC2)C1)c1ccccc1 

933 FC(F)(F)c1ccc(cc1)-c1nc2CCN(Cc2cn1)Cc1cccnc1OC 

934 Clc1cc(cnc1OC)B(O)O 

935 
Fc1ccc(F)cc1C1=NN(C(=O)NCC)C(C1)(CCCCO)c1cc

ccc1 

936 
Clc1ccc(Cl)cc1-c1oc(cc1)C[NH+]1CCc2nc(ncc2C1)-

c1cncnc1 

937 Clc1cncc(Cl)c1C[NH+]1CCc2nc(ncc2C1)C(C)C 

938 s1cccc1-c1[nH]ncc1C[NH+]1CCc2nc(ncc2C1)-c1sccc1 

939 Brc1c2c(sc1C[NH+]1CCc3nc(ncc3C1)C1CC1)cccc2 

940 Clc1ncc(cc1)C(=O)NCc1cccnc1 

941 
Clc1n(nc(C)c1C[NH+]1CCc2nc(ncc2C1)-c1sccc1)-

c1ccccc1 

942 S=C1NC2=C(CN(CC2)Cc2nc3ncccc3cc2)C=N1 

943 
O=C([O-])[C@H]1CCC[NH+](C1)Cc1cc([N+](=O)[O-

])ccc1 

944 O(C(C)(C)C)C(=O)Nc1nc(ccc1)C(O)c1ccccc1 

945 
Clc1cc(ccc1OC)-

c1oc(cc1)CN1CC2=C(NC(=NC2=O)C2CCCCC2)CC1 

946 
Clc1nc2cc(ccc2cc1C[NH+]1CC2=C(NC(=NC2=O)CC

C)CC1)C 

947 
FC(F)(F)c1ccc(cc1)C1=NC(=O)C2=C(N1)CCN(C2)Cc

1cnn(CC)c1C 

948 Brc1cc(sc1)CN1CCc2nc(ncc2C1)-c1occc1 

949 Clc1nc(ncc1C(C)C)C(C)C 

950 Clc1nc(ccn1)-c1ccc(cc1)C(C)(C)C 

951 
O=C1N=C(NC2=C1CN(CC2)Cc1nc(ccc1)-

c1cc([N+](=O)[O-])ccc1)c1cccnc1 

952 

S(CC[C@H](NC(=O)[C@@H](NC(=O)[C@@H](NC(

=O)[C@@H](NC(=O)[C@@H]([NH3+])CS)CCC[NH

+]=C(N)N)[C@H](CC)C)CCC[NH+]=C(N)N)C(=O)N

[C@H](C(=O)NC(C(=O)NCC(=O)N[C@H](C(=O)[O-

])CS)C)CO)C 

953 o1c(C)c(cc1CN1CCc2nc(ncc2C1)C(C)(C)C)C 

954 Clc1ccc(cc1F)C[NH+]1CC(CCC1)C(=O)[O-] 

955 S(C)c1nc2CC[NH+](Cc2cn1)Cc1[nH]c(cc1C)C 

956 
S=C1NC(=O)C2=C(N1)CC[NH+](C2)Cc1ccc(nc1)-

c1ccccc1C(F)(F)F 

957 
o1c(ccc1C[NH+]1CCc2nc(ncc2C1)-c1cccnc1)-

c1cc([N+](=O)[O-])ccc1 

958 
FC(F)(F)Oc1cc(ccc1)-

c1ncc(cc1)C[NH+]1CCc2nc(ncc2C1)C1=NCCCC1 

959 s1cccc1C1=NC(=O)C2=C(N1)CCN(C2)Cc1nc(sc1)C 

960 Clc1cccc(F)c1CN1C[C@H]([NH3+])CC1 

961 Brc1cnc(Cl)nc1Nc1ccc(OC)cc1 

962 n1c2c(cc(cc2)-c2nn(c3ncnc(N)c23)C(C)C)ccc1N 

963 
Brc1cc2c(OC(=O)C(CN3CCc4nc(ncc4C3)CCC)=C2Cl

)cc1 

964 O(C)c1cc(cnc1)C[NH+]1CCc2nc(ncc2C1)N 

965 
O(c1ncccc1CN1CC2=C(NC(=NC2=O)c2cncnc2)CC1)

C1CCCCC1 

966 
Clc1ccc(cc1)-

c1nc2CC[NH+](Cc2cn1)Cc1ccc(OC2CCCC2)nc1 

967 
o1c(ccc1C[NH+]1CC2=C(NC(=NC2=O)c2ccccc2)CC1

)-c1ccccc1 

968 
O(CC1CC1)c1ncccc1CN1CCc2nc(ncc2C1)-

c1ccc(N)cc1 

969 
Fc1ccccc1[C@H]([C@@H](NC(=O)N(C)C)C1CCCC

C1)CC[NH+]1CCN(CC1)c1ccccc1OC 

970 
FC(F)(F)c1ccc(cc1)-

c1nc2CC[NH+](Cc2cn1)Cc1ncn(c1)C 

971 

P(OC[C@H]1O[C@@H](n2c3ncnc(N)c3nc2)[C@H](

O)[C@@H]1OC(=O)C/1=CCCC\C\1=N/C)(OP(OP(O)

(=O)[O-])(=O)[O-])(=O)[O-] 

972 S(C)C1=NC(=O)C2=C(N1)CCN(C2)Cc1c(noc1C)C 

973 
O=C1N=CC=C(NCc2ncccc2)C1c1[nH]c2c(n1)c(cc(-

n1ccnc1)c2)C 

974 Brc1cc(sc1)CN1CCc2nc(ncc2C1)-c1ccc(N)cc1 

975 
Fc1cc([N+](=O)[O-])c2OC=C(CN3CCc4nc(ncc4C3)-

c3cncnc3)C(=O)c2c1 

976 
S(c1oc(cc1)CN1CCc2nc(ncc2C1)-

c1occc1)c1[nH]c2cc(ccc2n1)C 

977 

O1[C@]2(O[C@@H](CC(=C2)C)[C@@H](\C=C\[C

@@H]2O[C@@]3(O[C@@H]4[C@H](O[C@H]([C@

@H](O)C[C@H](C)[C@H]5O[C@]6(OCCCC6)CC[C

@H]5C)C(=C)[C@H]4O)CC3)CC2)C)[C@H](O)CC[

C@H]1C[C@@](O)(C(=O)[O-])C 

978 
s1c2ncccc2cc1C[NH+]1CC2=C(NC(=NC2=O)c2ccccc

2)CC1 

979 Clc1cc(ccc1)C=1Nc2c(cc(OC)cc2)C(=O)C=1 

980 
Clc1ccc(cc1)-

c1sc(cn1)C[NH+]1CC2=C(NC(=S)N=C2)CC1 

981 
Fc1ccc(cc1)-

c1ccc(Oc2cc(C)c(\[NH+]=C\N(CC)C)cc2C)cc1 

982 Clc1ncc(cc1)CN1CC2=C(NC(=NC2=O)C(F)(F)F)CC1 

 

 


