
Table S4: provisional  BCS classifications of 185 drugs with the various in-silico methods
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abacavir sulfate 3 3 3 3 3 3 4 3 4 4

aceclofenac 2 2 2 2 2 2 2 2 2 2

acetaminophen
b 4 3 3 4 3 4 4 4 4 4

acyclovir
a,c 4 3 3 4 3 4 3 4 3 3

albendazole 2 2 2 2 2 2 2 4 4 4

alibendol 1 1 1 1 1 3 3 3 3 3

alprazolam 1 1 1 1 1 1 1 1 1 1

amiloride 

hydrochloride
3 3 3 3 3 3 3 3 3 3

anastrozole 3 3 3 3 3 1 1 1 1 1

atenolol 3 3 3 3 3 3 3 3 3 3

atropine sulfate 3 3 3 3 3 1 1 1 1 1

azithromycin 

hydrate
2 2 2 2 2 2 2 2

Drug

BCS Classification based on



azulene 

sulfonate 

sodium

1 1 1 1 1 1 1 1 1 1

benazepril 

hydrochloride
1 1 1 1 1 1 2 1 2 2

benznidazole 3 3 3 3 3 3 3 3 3 3

bicalutamide 2 2 2 2 2 2 2 4 3 3

biperiden 

hydrochloride
1 1 1 1 1 1 1 1 1 1

bisacodyl
c 2 1 1 2 1 2 2 2 1 2

brotizolam 1 1 1 1 1 1 1 1 1 1

cabergoline
a 2 2 2 2 2 2 1 2 2 2

candesartan 

cilexetil
2 2 2 2 2 2 2 2 1 1

capecitabine 3 3 3 3 3 3 3 3 3 3

captopril 3 3 3 3 3 3 3 3 3 3

carbamazepine 2 2 2 2 2 2 2 2 2 2

carvedilol 2 2 2 2 2 2 2 2 1 2

celecoxib 2 2 2 2 2 2 2 2 2 2

cetirizine 

hydrochloride
1 1 1 1 1 1 1 1 2 2

chloramphenicol 3 3 3 3 3 3 3 3 3 3

chloroquine 

phosphate
2 2 2 2 2 2 2 2 2 2

cilazapril 3 3 3 3 3 3 3 1 1 1

cilostazol 2 2 2 2 2 2 2 2 2 2

cimetidine 3 3 3 3 3 3 3 3 3 3

clarithromycin 2 2 2 2 2 2 2 2

clofazimine 2 2 2 2 2 2 2 2 2 2



clonidine 

hydrochloride
3 3 3 3 3 1 1 1 1 1

clozapine 2 2 2 2 2 2 2 2 2 2

codeine 

phosphate
3 3 3 3 3 3 3 1 2 2

cyclophosphami

de
3 3 3 3 3 3 3 3 3 3

cyclosporin A 2 2 2 2 2 2 2 2

cyproterone 

acetate
2 2 2 2 2 2 2 2 2 2

dapsone
c 4 3 3 4 3 2 1 4 3 3

desloratadine 1 2 2 1 2 1 2 1 2 2

dexamethasone 1 1 1 1 1 3 3 1 1 1

diazepam
b 2 1 2 2 1 2 2 2

diclofenac 

sodium
1 2 2 1 2 1 2 1 2 2

didanosine 3 3 3 3 3 3 3 3 3 3

diethylcarbamaz

ine citrate
1 1 1 1 1 3 3 3 3 3

diloxanide 

furoate
2 2 2 2 2 2 2 2 2 2

domperidone 

maleate
d 1 2 2 1 2 1 2 1 2 2

doxifluridine 3 3 3 3 3 3 3 3 3 3

efavirenz 2 2 2 2 2 2 2 2 2 2

epalrestat 2 2 2 2 2 2 2 2 2 2

epinastine 

hydrochloride
d 1 2 2 1 2 1 2 1 2 2

eprosartan 

mesylate
2 2 2 2 2 2 2 2 2 2



ergometrine(erg

onovine) 

maleate

3 3 3 3 3 1 1 1

erythromycin 

ethylsuccinate
b 2 1 1 2 1 2 1 2

ethambutol 

hydrochloride 
3 3 3 3 3 3 3 3 3 3

ethinyl estradiol 1 1 1 1 1 1 1 1 1 1

ethosuximide 3 3 3 3 3 3 3 3 3 3

etizolam 1 1 1 1 1 1 1 1 1 1

ezetimibe 2 2 2 2 2 2 2 2 2 2

famciclovir 3 3 3 3 3 3 3 3 3 3

famotidine
a,b 4 3 3 4 3 4 3 4 3 3

Fenofibrate 2 2 2 2 2 2 2 2 2 2

fexofenadine 

hydrochloride
d 1 2 1 1 2 1 2 1 2 2

finasteride 1 2 1 1 2 1 2 1 2 2

fluconazole 3 3 3 3 3 3 3 3 3 3

flurbiprofen 2 2 2 2 2 2 2 2 2 2

furosemide 2 2 1 2 2 2 2 4 3 3

gabapentin 3 3 3 3 3 3 4 3 4 4

gliclazide 4 3 3 4 3 2 1 4 3 3

glimepiride 2 2 2 2 2 2 2 2 1 1

glipizide
c 2 1 1 2 1 2 1 4 3 3

glyburide 2 2 2 2 2 2 2 2 1 1

griseofulvin 2 2 2 2 2 2 2 2 2 2

haloperidol 2 2 2 2 2 2 2 2 2 2

hydrochlorothia

zide
b 4 3 3 4 3 4 3 4 3 3

ibuprofen 2 2 2 2 2 2 2 2 2 2



imatinib 

mesylate
2 2 2 2 2 2 2 2 2 2

imidapril 

hydrochloride
1 1 1 1 1 3 3 3 3 3

indapamide 1 1 1 1 1 1 1 1 1 1

indinavir sulfate 2 2 2 2 2 2 2 2 2 2

irbesartan 2 2 2 2 2 2 2 2 2 2

isoniazid 3 3 3 3 3 3 3 3 3 3

isotretinoin 2 2 2 2 2 2 2 2 2 2

itraconazole 2 2 2 2 2 2 2 2 2 2

ketoprofen 2 2 2 2 2 2 2 2 1 2

ketotifen 

fumarate
1 1 1 1 1 1 1 1 1 1

lamivudine 3 3 3 3 3 3 3 3 3 3

l-carbocysteine 4 3 3 4 3 4 3 4 3 3

letrozole 3 3 3 3 3 1 1 1 1 1

levamisole 

hydrochloride
1 1 2 1 1 1 1 1 1 2

levetiracetam 3 3 3 3 3 3 3 3 3 3

levodopa
a,c 4 3 3 4 3 4 4 4 4 3

levonorgestrel 1 1 1 1 1 1 1 1

levosulpiride 4 3 3 4 3 4 3 4 3 3

limaprost 

alfadex
1 1 1 1 1 1 1 1 1 1

linezolid
c 4 3 3 4 3 4 4 4 4 3

lopinavir 2 2 2 2 2 2 2 2 2 2

loratadine 2 2 2 2 2 2 2 2 2 2

lorazepam
a 1 1 1 1 1 1 2 1 2 2

losartan 

potassium
d 1 2 2 1 2 1 2 1 2 2



loxoprofen 

sodium
1 1 2 1 1 1 2 1 1 2

manidipine 

hydrochloride
2 2 2 2 2 2 2 2 2 2

mebendazole (chewable)

medroxyprogest

erone acetate
2 2 2 2 2 2 2 2 2 2

metoclopramide 

 hydrochloride
b 2 1 1 2 1 2 1 2 1 1

metronidazole
b 4 3 3 4 3 4 3 4 3 3

mirtazapine 1 2 2 1 2 1 2 1 2 2

modafinil 4 3 3 4 3 2 2 2 2 2

morphine 

sulfate
3 3 3 3 3 3 3 1 1 1

mosapride 

citrate
2 2 2 2 2 2 1 2 2 2

nabumetone 2 2 2 2 2 2 2 2 2 2

nalidixic acid 4 4 4 4 4 4 4 4 4 4

nevirapine 2 2 2 2 2 2 2 2 2 2

nicergoline 2 2 2 2 2 2 2 2 2 2

niclosamide 

(chewable)
2 2 2 2 2 2 2 2 2 2

nicorandil 3 3 3 3 3 3 3 3 3 3

nicotinamide 3 3 3 3 3 3 3 3 3 3

nifedipine 2 2 2 2 2 2 1 4 3 3

nifurtimox 3 3 3 3 3 3 3 3 3 3

nilvadipine
c 2 1 2 2 1 4 3 4 3 3

nimesulide 2 2 2 2 2 2 2 4 3 3

nizatidine 3 3 3 3 3 3 3 3 3 3

4 42 2 2 2 2 2 2 4



norethindrone 

(norethisterone)
1 1 1 1 1 1 1 1 1 1

norgestimate 1 1 1 1 1 1 1 1

olanzapine 2 2 2 2 2 2 2 2 2 1

olopatadine 

hydrochloride
3 3 3 3 3 1 2 1 2 2

ondansetron 

hydrochloride
d 1 2 1 1 2 1 2 1 2 2

orlistat 2 2 2 2 2 2 2 2 2 2

oxycodone 

hydrochloride
b 4 3 3 4 3 4 3 2 2 2

penicillamine 3 3 3 3 3 3 3 3 3 3

pergolide 

mesylate
1 1 1 1 1 1 1 1 1 1

phenobarbital
b 4 3 3 4 3 4 3 4 3 3

phenytoin 

(chewable)
2 2 2 2 2 2 2 2 2 2

phenytoin 

sodium
2 2 2 2 2 2 2 2 2 2

pioglitazone 

hydrochloride
2 2 2 2 2 2 2 2 2 2

pranlukast 

hydrate
2 2 2 2 2 2 2 2 2 2

praziquantel 2 2 2 2 2 2 2 2 2 2

promethazine 

hydrochloride
d 1 2 2 1 2 1 2 1 1 2

propranolol 

hydrochloride
d 1 2 2 1 2 1 2 1 2 2

pseudoephedrin

e hydrochloride
3 3 3 3 3 3 3 3 3 3



pyrantel 

embonate
2 2 2 2 2 2 2 2 2 2

pyrazinamide 3 3 3 3 3 3 3 3 3 3

pyridostigmine 

bromide
3 3 3 3 3 3 3 3 3 3

pyridoxine 

hydrochloride
3 3 3 3 3 3 3 3 3 3

pyrimethamine 2 2 2 2 2 2 2 2 2 1

raloxifene 

hydrochloride
2 2 2 2 2 2 2 2 2 2

ramipril 1 1 1 1 1 1 1 1 1 1

ranitidine 

hydrochloride
3 3 3 3 3 3 3 3 3 3

ribavirin 3 3 3 3 3 3 3 3 3 3

rizatriptan 

benzoate
3 3 3 3 3 1 1 1 1 1

rosiglitazone 

maleate
1 1 2 1 1 1 1 1 1 1

sildenafil 

citrate
d 1 2 1 1 2 3 3 3 3 3

simvastatin 2 2 2 2 2 2 2 2 2 2

spironolactone
c 2 1 1 2 1 2 2 2 2 2

stavudine 3 3 3 3 3 3 3 3 3 3

sulfadiazine 4 4 3 4 4 4 4 4 4 3

sulfamethoxazol

e
4 3 3 4 3 4 4 4 3 3

sultamicillin 

tosilate
2 2 2 2 2 4 3 4 3 3

sumatriptan 

succinate
3 3 3 3 3 3 3 3 3 3

tacrolimus
a 2 2 2 2 2 2 2 2



taltirelin hydrate 3 3 3 3 3 3 3 3 3 3

tamoxifen 

citrate
2 2 2 2 2 2 2 2 2 2

tegafur 3 3 3 3 3 3 3 3 3 3

telmisartan 2 2 2 2 2 2 2 2 2 2

temocapril 

hydrochloride
1 1 1 1 1 1 1 1 1 1

tenofovir 

disoproxil 

fumarate
d

3 4 3 3 4 1 2 3 3 3

terazosin 

hydrochloride
d 1 2 1 3 3 3 3 3 3 3

terbinafine 

hydrochloride
d 1 2 2 1 2 1 2 1 2 2

theophylline 4 4 3 4 4 4 4 4 3 3

topiramate 3 3 3 3 3 3 3 3 3 3

toremifene 

citrate
d 1 2 2 1 2 1 2 1 2 2

triflusal 2 2 2 2 2 2 2 4 3 3

trimebutin 

maleate
d 1 2 2 1 2 1 2 1 1 2

trimethoprim
c 4 3 3 4 3 4 3 4 3 3

tulobuterol 

hydrochloride
1 1 1 1 1 1 1 1 1 1

ursodeoxycholic 

acid (ursodiol)
2 2 2 2 2 2 2 2 2 2

valsartan 2 2 2 2 2 2 2 2 2 2

voglibose 3 3 3 3 3 3 3 3 3 3

warfarin 

sodium
b 2 1 1 2 1 2 2 2 1 1



zaltoprofen 2 2 2 2 2 2 2 2 2 2

zidovudine 3 3 3 3 3 3 3 3 3 3

zolmitriptan 3 3 3 3 3 1 1 1 1 1

zolpidem 

tartrate
d 1 2 2 1 2 1 2 1 2 2


