Table 2. Theoretically active compounds against E. coil selected by the model.

DRUG THERAPEUTIC USE igTAIIVI\JIsT;E. i  REE
Acyclovir Antiviral Not described 1
Azacytidine Antineoplastic Not described 1
Azathioprine Anti-rheumatic Not described 1
Bicuculine GABA antagonist Not described 1
Cyclouridine Not described Not described -
Cinoxacin Antibiotic Active 1
Citarabine Antineoplastic Not described 1
Clobetasol propionate Glucocorticoid Not described 1
Clonazepam Anti-convulsive Not described 1
2'Deoxycytidina Protein Not described 1
D-biopterin Growth factor Not described 1
D-threo-Neopterin Growth factor Not described 1
Decitabine Antineoplastic Not described 1
Deflazacort Glucocorticoid Not described 1
Didanosine Antiviral Not described 1
Diflorasone Glucocorticoid Not described 1
Difluprednate Anti-inflammatory Not described 1
Doxofylline Antitussive Not described 1
DNQX Glutamate receptor Not described 2
Dyprophylline Bronchodilator Not described 1
Ellagic acid Antioxidant Not described 1
Emtricitabine Antiviral Not described 1
Enoxacin Antibiotic Active 1
Entecavir Antiviral Not described 1
2-Fluoroadenosina Not described Not described -
5-Fluorouridina Not described Not described -
Floxuridine Antineoplastic Not described 1
Flucloronide Glucocorticoid Not described 1
Fluconazole Antifungal Not described 1
Fludarabine Antineoplastic Not described 1
Fludroxycortide Glucocorticoid Not described 1
Benzodiazepine )
Flumazenil antagonist Not described 1
Flumetasone Glucocorticoid Not described 1
Flunisolide Glucocorticoid Not described 1
Fluocinolone acetonide Glucocorticoid Not described 1
Fluocinonide Glucocorticoid Not described 1
Glucocorticoid Not described 1

Fluticasone propionate



Furazolidone
Ganciclovir
Ginkolide C
Guanosine
Halcinonide
Idelalisib
Isatoribine
Kifunensine
Lamivudine
Levosimendan
Lidorestat
Loflazepate ethyl
Lomefloxacin
Myricetina
Nafamostat
Nitrofurantoin
Ofloxacin
Olaparib
Oteracil
Pefloxacin
Penciclovir

Pidotimod

Pyrroloquinoline quinone

Pomalidomide
Quercetin
Ribavirin
Riboflavin

Riociguat

Sapropterin
Sarafloxacin
SB220025
Taxifolin
Tazobactam
Triamcinolone
Troxacitabine
Ulobetasol
Uric acid
Zardaverine
Zebularine

Zenarestat

Anti-infective
Antiviral
Neuroprotector
Nucleoside
Anti-inflammatory
Antineoplastic
Antiviral
Mannosidase inhibitor
Antiviral
Cardiotonic
Diabetic neuropathy
Anxiolytic
Antibiotic
Antioxidant
Anti-inflammatory
Antibiotic
Antibiotic
Antineoplastic
Antineoplastic
Antibiotic
Antiviral
Immunomodulator
Coenzyme
Immunomodulator
Antioxidant
Antiviral

Vitamin
Pulmonary arterial

hypertension

Phenylketonuria
Antibiotic
Antineoplastic
Anti-inflammatory
Antibiotic
Glucocorticoid
Antineoplastic
Glucocorticoid
Not described
Bronchodilator
Antineoplastic

Diabetic neuropathy

Not described
Not described
Not described
Not described
Not described
Not described
Not described
Not described
Not described
Not described
Not described
Not described
Active

Not described
Not described
Active

Active

Not described
Not described
Active

Not described
Not described
Not described
Not described
Not described
Not described
Not described

Not described

Not described
Active

Not described
Not described
Active

Not described
Not described
Not described
Not described
Not described
Not described
Not described
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Zidovudine

ZM-241,385

62T27851MX

8258W48TBZ
9-a-L-Arabinofuranosylguanine
1-a-Arabinofuranosylcytosine
(2E)-N-(3-Nitrophenyl)-4-[3-(1H-1,2,4-
triazol-1-ylmethyl)phenyl]-2(5H)-
pyrimidinimine
3-[5-(1H-Imidazol-1-yl)-7-methyl-1H-
benzimidazol-2-yl]-4-[(2-
pyridinylmethyl)amino]-2(1H)-pyridinone
3-[(3-Fluoro-3'-methoxy-4-
biphenylyl)carbamoyl]-2-
thiophenecarboxylic acid
2-(1,3-Benzodioxol-5-yl)-5-[(3-fluoro-4-
methoxybenzyl)sulfanyl]-1,3,4-oxadiazole
7-nitroindazole-2-carboximidamide
(7R)-6-Formyl-7-(1-methyl-1H-1,2,3-triazol-4-
yl)-4,7-dihydro-1,4-thiazepine-3-carboxylic
acid
6-(3,4-Dihydroxybenzyl)-3-éthyl-1-(2,4,6-
trichlorophényl)-1,5-dihydro-4H-
pyrazolo[3,4-d]pyrimidin-4-one
3'-oxo-adenosine
(65)-5,6,7,8-tetrahydrobiopterin
2-Amino-7-methyl-6-ox0-9-pentofuranosyl-
6,7-dihydro-1H-purin-9-ium

Quinonoid 7,8-tetrahydrobiopterin
8-hydroxy-2'-deoxyguanosine
5-(Hydroxymethyl)-5,6,7,8-
tetrahydrotetrazolo[1,5-a]pyridine-6,7,8-triol
(2Z,5Z)-5-[(5-Ethyl-2-furyl)methylene]-2-{[ (4-
fluorophenyl)(1H-tetrazol-5-
yl)methyl]imino}-1,3-thiazolidin-4-one
(20s)-19,20,21,22-tetrahydro-19-oxo-5h-18,20-
ethano-12,14-etheno-6,10-metheno-18h-
benz[d]imidazo[4,3-k][1,6,9,12]oxatriaza-
cyclooctadecosine-9-carbonitrile
4-[(2,6-Difluorobenzoyl)amino]-N-(4-
fluorophenyl)-1H-pyrazole-3-carboxamide

Antiviral

Alzheimer

Glutamate receptor

Antineoplastic
Not described
Not described

Not described

Diabetes

Not described

Not described

Neuroprotector

Not described

Not described

Not described
Neuroprotector

Not described

Not described
Not described

Not described

Not described

Not described

Not described

Not described
Not described
Not described
Not described
Not described
Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described
Not described

Not described

Not described

Not described

Not described
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11
12

13

14



N-{3-[(4-Anilino-8-cyanopyrazolo[1,5-
a][1,3,5]triazin-2-yl)amino]phenyl}acetamide
(32)-1-[(6-Fluoro-4H-1,3-benzodioxin-8-
yl)methyl]-3-(hydroxyimino)-4-phenyl-1,3-
dihydro-2H-indol-2-one
N-Cyclopropyl-3-{[1-(2,4-difluorophenyl)-7-
methyl-6-0x0-6,7-dihydro-1H-pyrazolo[3,4-
b]pyridin-4-ylJamino}-4-methylbenzamide
3-[6-Bromo-2-fluoro-3-(1H-pyrazolo[3,4-
c]pyridazin-3-ylmethyl)phenoxy]-5-
chlorobenzonitrile
(5S,62)-4,5-Difluoro-6-[(2-fluoro-4-
iodophenyl)imino]-N-(2-hydroxyethoxy)-1,3-
cyclohexadiene-1-carboxamide
N-{2-[(2R)-4-Amino-5,8-difluoro-1,2-
dihydro-2-quinazolinyl]ethyl}-3-furamide
4-[(1S)-1-(3-Fluoro-4-methoxyphenyl)-2-(2-
methoxy-5-nitrophenyl)ethyl]-1H-imidazol-
2-amine
2,4-Dinitrophenyl 2-deoxy-2-fluoro-B-D-
mannopyranoside
(5E,75)-7-[4-Fluoro-2-(3-pyridinyl)phenyl]-5-
(hydroxyimino)-4-methyl-5,6,7,8-tetrahydro-
2-quinazolinamine
(3E)-5-Fluoro-1-[(6-fluoro-4H-1,3-
benzodioxin-8-ylymethyl]-3-(hydroxyimino)-
1,3-dihydro-2H-indol-2-one
1-(5-Bromo-2-pyridinyl)-3-[(1S,25)-2-(6-
fluoro-2-hydroxy-3-
propionylphenyl)cyclopropyl]urea
(5R)-5-{[(2-Amino-3H-purin-6-
yl)oxy]methyl}-2-pyrrolidinone
2,6-Diamino-8-[(1H-imidazol-2-
ylsulfanyl)methyl]-4(1H)-quinazolinone
(7R)-7-(6,7-Dihydro-5H-
cyclopenta[d]imidazo[2,1-b][1,3]thiazol-2-
yl)-2,7-dihydro-1,4-thiazepine-3,6-
dicarboxylic acid
2-Anilino-9-(4-hydroxybutyl)-1,9-dihydro-
6H-purin-6-one

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described



3-(5-Amino-7-oxo-3,7-dihydro-2H-
[1,2,3]triazolo[4,5-d]pyrimidin-2-

yl)benzoic acid
9-Butyl-8-(2,5-dimethoxybenzyl)-2-fluoro-
9H-purin-6-amine

(2R ,4S)-6-Fluoro-2',5'-dioxo-2,3-
dihydrospiro[chromene-4,4'-imidazolidine]-
2-carboxamide

1-(2-Deoxy-a-L-erythro-
pentofuranosyl)cytosine
(IR,3S)-7,8-Dihydroxy-1-methoxy-3-methyl-
10-ox0-4,10-dihydro-1H,3H-pyrano[4,3-
b]chromene-9-carboxylic acid
(2-Amino-3-benzoylimidazo[1,2-a]pyridin-6-
y1)(2,6-difluorophenyl)methanone
8-(2,5-Dimethoxybenzyl)-2-fluoro-9-(4-
pentyn-1-yl)-9H-purin-6-amine
1-{(Z)-[(5-Nitro-2-furyl)methylene]amino}-
2,4-imidazolidinedione
(6S)-2,6-Anhydro-3-deoxy-3-fluoro-6-
[(1R,2R)-1,2,3-trihydroxypropyl]-L-
galactonic acid

7(S),8(R)-Dihydrobiopterin
3-(2H-Tetrazol-5-ylmethyl)-5,6,7,8-
tetrahydro[1]benzothieno[2,3-d]pyrimidin-
4(3H)-one

N-ethyl-5'-carboxamido adenosine
2-((9H-Purin-6-ylthio)methyl)-5-chloro-3-(2-
methoxyphenyl)quinazolin-4(3H)-one
7-[(1R,5S)-6-Amino-3-azabicyclo[3.1.0]hex-3-
yl]-1-(2,4-difluorophenyl)-6-fluoro-4-oxo-1,4-
dihydro-1,8-naphthyridine-3-carboxylic acid
2,3,5,6-Tetrafluoro-4-methoxybenzamida
4-{[4-(4-Fluoro-3-methylphenyl)-1,3-thiazol-
2-ylJamino}-2-hydroxybenzoic acid
(25)-N-[(3Z)-5-Cyclopropyl-3H-pyrazol-3-
ylidene]-2-[4-(2-oxo-1-
imidazolidinyl)phenyl]propanamide
2-Amino-N-(4-methyl-1,3-thiazol-2-yl)-5-[ (4-
methyl-4H-1,2,4-triazol-3-
yl)sulfanyl]benzamide

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described

Not described



{3-[(4,5,7-Trifluoro-1,3-benzothiazol-2-

yl)methyl]-1H-pyrrolo[2,3-blpyridin-1- Not described Not described -
yl}acetic acid
2-(4-Fluorophenyl)-N-{[3-fluoro-4-(1H-

Not described Not described -

pyrrolo[2,3-b]pyridin-4-

yloxy)phenyl]carbamoyl}acetamide
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