
Appendix A

Intrinsic Solubility Data Set

Table A���

Compound Log Sexp Data set

������trichlorobenzene 	�
 ����� SET ��A
����dibromobenzene 	�
 ����
 SET ��A
��a�hydroxyprogesterone 	�
 ����� SET ��A
�
alpha�ethynylestradiol 	�� �
 ����� SET ��A
��butyltheobromine 	�� �
 ����� SET ��A
��ethyltheobromine 	�� �
 ���
� SET ��A
��propyltheobromine 	�� �
 ����� SET ��A
��aminopteridine 	�� �
 ����� SET ��A
��chlorpteridine 	�� �
 ���
� SET ��A
��dimethylaminopteridine 	�� �
 ���� SET ��A
��hydroxypteridine 	�� �
 ����� SET ��A
��methoxypteridine 	�� �
 ����� SET ��A
��methyl�nevirapine 	�
 ����
 SET ��A
��methylpteridine 	�� �
 ����� SET ��A
��naphthol 	�
 ����� SET ��A
����benzopyrene 	�
 �
��� SET ��A
��methylcholanthrene 	�
 �
��
 SET ��A
��aminobenzoic acid 	�
 ����
 SET ��A
��aminopteridine 	�� �
 ����� SET ��A
��dimethylaminopteridine 	�� �
 ����� SET ��A
��hydroxypteridine 	�� �
 ����
 SET ��A
��methoxypteridine 	�� �
 ����� SET ��A
��methylpteridine 	�� �
 ����
 SET ��A
����diethyl���thiobarbiturate 	�
 ����
 SET ��A
����diethylbarbiturate 	�� �
 ����� SET ��A
����di�i�propylbarbiturate 	�� �
 ���

 SET ��A
����dimethylbarbiturate 	�� �� �
 ���
� SET ��A
����diphenylbarbiturate 	�� �
 ����� SET ��A
����dipropylbarbiturate 	�� �
 ����� SET ��A
��allyl���phenylbarbiturate 	�� �
 ����� SET ��A
��aminosalicylic acid 	�� �
 ����� SET ��A
��ethyl������methylbut���enyl�barbiturate 	�� �
 ����� SET ��A
��ethyl����cyclohexylidene���ethyl�barbiturate 	�
 ����� SET ��A
��ethyl���allylbarbiturate 	�� �
 ����� SET ��A
��ethyl���heptylbarbiturate 	�� �
 ����� SET ��A
��ethyl���i�propylbarbiturate 	�
 ����� SET ��A
��ethyl���nonylbarbiturate 	�� �
 ����� SET ��A
��ethyl���octylbarbiturate 	�� �
 ����� SET ��A
��ethyl���pentylbarbiturate 	�� �
 ����� SET ��A

�



��ethyl���phenylbarbiturate 	�
 ����� SET ��A
��ethyl���propylbarbiturate 	�� �
 ����� SET ��A
��ethyl�barbiturate 	�
 ����� SET ��A
��i�propyl������methylbut���enyl�barbiturate 	�� �
 ����� SET ��A
��i�propyl���allylbarbiturate 	�
 ���
� SET ��A
��methyl������methylbutyl�barbiturate 	�
 ����� SET ��A
��methyl������methylbut���enyl�barbiturate 	�� �
 ����� SET ��A
��methyl���allylbarbiturate 	�� �
 ����� SET ��A
��methyl���ethylbarbiturate 	�� �
 ����� SET ��A
��methyl���phenylbarbiturate 	�
 ����� SET ��A
��methyl�barbiturate 	�
 ����� SET ��A
��methylcytosine 	�� �
 ����� SET ��A
��t�butyl������methylbut���enyl�barbiturate 	�� �
 ����� SET ��A
��aminopteridine 	�� �
 ����� SET ��A
��chlorpteridine 	�� �
 ����� SET ��A
��hydroxypteridine 	�� �
 ���
� SET ��A
��methoxypteridine 	�� �
 ����� SET ��A

�aminopteridine 	�� �
 ����� SET ��A

�butyl���methyltheophylline 	�� �
 ���
� SET ��A

�butyltheophylline 	�� �
 ����� SET ��A

�chlorpteridine 	�� �
 ����� SET ��A

�dimethylaminopteridine 	�� �
 ����� SET ��A

�ethyltheophylline 	�� �
 ���
� SET ��A

�hydroxypteridine 	�� �
 ����� SET ��A

�isobutyl���methyltheophylline 	�� �
 ����� SET ��A

�isobutyltheophylline 	�� �
 ����� SET ��A

�methoxypteridine 	�� �
 ����� SET ��A

�methylpteridine 	�� �� �
 ����� SET ��A

�propyltheophylline 	�
 ���� SET ��A
acenaphthene 	�
 ����� SET ��A
acetaminophen 	�� �� �
 ����
 SET ��A
acetanilide 	�
 ����� SET ��A
acetazolamide 	�
 ����� SET ��A
adenine 	�� �� �
 ����� SET ��A
adenosine 	�
 ���
� SET ��A
alanine 	�
 ���� SET ��A
albendazole 	�
 ����� SET ��A
alclofenac 	�� �
 ����� SET ��A
allobarbital 	�� �
 ����� SET ��A
allopurinol 	�� �
 ����� SET ��A
aminopyrine 	�� �
 ����� SET ��A
amiodarone 	�
 ���
� SET ��A
amitriptyline 	�� �
 ����� SET ��A
amobarbital 	�� �
 ����
 SET ��A
ampicillin 	�
 ����� SET ��A
anthracene 	�
 ����� SET ��A
aprobarbital 	�
 ���
� SET ��A
ascorbic acid 	�
 ���� SET ��A
atropine 	�� �
 ����� SET ��A
azathioprine 	�
 ����� SET ��A
azintamide 	�
 ���
� SET ��A
aztreonam 	�
 ����� SET ��A
baclofen 	�
 ���
� SET ��A
barbital 	�
 ����� SET ��A
benperidol 	�
 ����� SET ��A
benzamide 	�
 ����� SET ��A
benzanthracene 	�
 �
��� SET ��A
betamethasone 	�� �� �� �
 ����� SET ��A
betamethasone��
�valerate 	�
 ���
� SET ��A
bifonazole 	�
 ����� SET ��A
brinzolamide 	�
 ����� SET ��A
bromazepam 	�
 ����� SET ��A

�



bumetanide 	�� �
 ����� SET ��A
bupivacaine 	�� �
 ����� SET ��A
busulfan 	�
 ����
 SET ��A
butalbital 	�� �
 ����� SET ��A
butallylonal 	�
 ����� SET ��A
butamben 	�
 ����� SET ��A
butobarbitone �butethal� 	�� �
 ����� SET ��A
butylparaben 	�
 ����� SET ��A
ca�eine 	�� �� �
 ����� SET ��A
camphor 	�� �
 ����� SET ��A
carbamazepine 	�
 ����� SET ��A
carbofuran 	�
 ����� SET ��A
carvedilol 	�
 ����� SET ��A
carvone 	�
 ����� SET ��A
cefamandole 	�� �
 ����� SET ��A
cefazolin 	�
 ����� SET ��A
cefroxadine 	�
 ����� SET ��A
ceftazidime 	�
 ����� SET ��A
celecoxib 	

 ���
� SET ��A
celiprolol 	�
 ����� SET ��A
cephradine 	�
 ����� SET ��A
chloral hydrate 	�
 ��
� SET ��A
chloramphenicol 	�� �
 ����� SET ��A
chlordiazepoxide 	�� �
 ����� SET ��A
chlorpromazine 	�� �
 ����� SET ��A
chlorprothixene 	�
 ����� SET ��A
chlorpyrifos 	�� �
 ����� SET ��A
chlortetracycline 	�
 ����� SET ��A
chlorthalidone 	�
 ����� SET ��A
chlorzoxazone 	�
 ����� SET ��A
chrysene 	�
 ����� SET ��A
clofazimine 	�
 ����� SET ��A
cocaine 	�� �
 ����� SET ��A
codeine 	�
 ����� SET ��A
colchicine 	�
 ����� SET ��A
corticosterone 	�� �� �
 ����� SET ��A
cortisone 	�� �
 ����
 SET ��A
cortisone acetate 	�
 ����� SET ��A
cyclobarbital 	�� �
 ����
 SET ��A
cyclobutane�spirobarbiturate 	�� �
 ����� SET ��A
cyclodecane�spirobarbiturate 	�
 ����� SET ��A
cyclododecane�spirobarbiturate 	�
 ����� SET ��A
cycloethane�spirobarbiturate 	�� �
 ����� SET ��A
cycloheptane�spirobarbiturate 	�� �
 ����� SET ��A
cyclohexane�spirobarbiturate 	�� �
 ����
 SET ��A
cyclopentane�spirobarbiturate 	�� �� �
 ����� SET ��A
cyclopropane�spirobarbiturate 	�� �
 ����� SET ��A
cycloserine 	�
 ����� SET ��A
cytosine 	�� �� �
 ����� SET ��A
danazol 	�� �
 ����� SET ��A
danthron 	�
 ����� SET ��A
dapsone 	�
 ����� SET ��A
deoxycorticosterone 	�
 ����� SET ��A
deoxycorticosterone acetate 	�
 ����� SET ��A
deoxycortisone 	�
 ����� SET ��A
desipramine 	�� �� �
 ����� SET ��A
desmedipham 	�
 ����� SET ��A
dexamethasone acetate 	�
 ����� SET ��A
diatrizoic acid 	�
 ���
� SET ��A
dibenzofuran 	�
 ����� SET ��A
dichlorprop 	�
 ����� SET ��A
didanosine 	�
 ����� SET ��A

�



diethylstilbestrol 	�
 ����
 SET ��A
di�unisal 	�
 ����� SET ��A
dihydroequilenin 	�� �
 ����� SET ��A
dihydroequilin 	�� �
 ����� SET ��A
dimorpholamine 	�
 ���� SET ��A
diphenyl 	�
 ����� SET ��A
dipyridamole 	�
 ����� SET ��A
disopyramide 	�� �� �
 ���
� SET ��A
disul�ram 	�
 ����� SET ��A
dyphylline 	�
 ���� SET ��A
entacapone 	��
 ����� SET ��A
ephedrine 	�
 ����
 SET ��A
epinephrine 	�
 ���
� SET ��A
equilenin 	�� �
 ����� SET ��A
equilin 	�� �
 ����� SET ��A
estradiol 	�� �� �
 ����� SET ��A
estriol 	�� �
 ����� SET ��A
estrone 	�� �
 ����� SET ��A
ethambutol 	�� �
 ����
 SET ��A
ethylparaben 	�� �
 ����� SET ��A
etomidate 	�
 ���
� SET ��A
fenbuconazole 	�
 ����� SET ��A
fenbufen 	�� �� �
 ����� SET ��A
fenchlorphos 	�
 ����� SET ��A
fenclofenac 	�� �� �
 ����� SET ��A
fendiline 	��
 ����� SET ��A
fenoxycarb 	�� �
 ���
� SET ��A
fenpiclonil 	�
 ����
 SET ��A
�uconazole 	�
 ����� SET ��A
�ucytosine 	�
 ����� SET ��A
�udioxonil 	�
 ����� SET ��A
�udrocortisone 	�
 ����� SET ��A
�ufenamic acid 	�
 ����� SET ��A
�uometuron 	�
 ����� SET ��A
�uorene 	�
 ����� SET ��A
�uorouracil 	�
 ����� SET ��A
folic acid 	�
 ����� SET ��A
furan 	�
 ����� SET ��A
glafenine 	�
 ����
 SET ��A
glutethimide 	�
 ����� SET ��A
griseofulvin 	�� �� �
 ����� SET ��A
guaifenesin 	�
 ����� SET ��A
guanine 	�� �� �
 ����� SET ��A
haloperidol 	�� ��
 ����� SET ��A
heptabarbital 	�� �
 ����� SET ��A
heptobarbital 	�
 ����� SET ��A
heroin 	�
 ����� SET ��A
hexachlorobenzene 	�
 �
�
� SET ��A
hexethal 	�� �
 ����� SET ��A
hydralazine 	��
 ����� SET ��A
hydrocortisone 	�� �� �
 ����� SET ��A
hydrocortisone acetate 	�
 ����� SET ��A
hydro�umethiazide 	�
 ����� SET ��A
hypoxanthine 	�� �
 ����� SET ��A
idobutal 	�� �
 ����
 SET ��A
imipramine 	�� �
 ����� SET ��A
indapamide 	�
 ���
� SET ��A
indole 	�
 ����� SET ��A
indomethacin 	�� �
 ���
� SET ��A
indoprofen 	�� �� �
 ����� SET ��A
iodamide 	�
 ����� SET ��A
iopanoic acid 	�
 ����� SET ��A

�



iprodione 	�
 ����� SET ��A
isocarboxazid 	�
 ����� SET ��A
isoguanine 	�� �
 ����� SET ��A
isoniazid 	�
 ���� SET ��A
isopropylbarbiturate 	�
 ����� SET ��A
isoproturon 	�
 ����
 SET ��A
isoxazolyl�naphthoquinone � 	��
 ����� SET ��A
isoxazolyl�naphthoquinone � 	��
 ����� SET ��A
khellin 	�
 ����� SET ��A
l�dopa 	�
 ����� SET ��A
lidocaine 	�� �� ��
 ���

 SET ��A
limonene 	�
 ����� SET ��A
linuron 	�
 ����� SET ��A
lome�oxacin 	�
 ����� SET ��A
lorazepam 	�� �� �
 ����� SET ��A
lovastatin 	�
 ����� SET ��A
maprotiline 	��
 ����� SET ��A
meloxicam 	��
 ����
 SET ��A
melphalan 	�
 ����� SET ��A
menthone 	�
 ����� SET ��A
meprobamate 	�
 ����� SET ��A
methaqualone 	�
 ����� SET ��A
methocarbamol 	�
 ����� SET ��A
methyclothiazide 	�
 ���
� SET ��A
methyl�p�hydroxybenzoate 	�
 ���
� SET ��A
methyltestosterone 	�� �
 ����� SET ��A
methyltestosterone acetate 	�
 ����� SET ��A
methyprylon 	�
 ����� SET ��A
metoclopramide 	�
 ����� SET ��A
metronidazole 	�
 ����� SET ��A
mifepristone 	

 ����� SET ��A
minocycline 	�
 ����� SET ��A
minoxidil 	�
 ����� SET ��A
mitomycin c 	�
 ����� SET ��A
nalidixic acid 	�
 ����
 SET ��A
naphthacene 	�
 ����� SET ��A
naphthalene 	�
 ����� SET ��A
nevirapine 	�
 ����� SET ��A
nicotinamide 	�
 ���� SET ��A
nicotinic acid 	�
 ����� SET ��A
nifedipine 	�
 ���
� SET ��A
nifuroxime �z� 	�
 ����� SET ��A
nimesulide 	��
 ����� SET ��A
norethindrone acetate 	�
 ����� SET ��A
norethisterone 	�� �
 ����� SET ��A
orotic acid 	�
 ����� SET ��A
orphenadrine 	��
 ����� SET ��A
oxamniquine 	�
 ����
 SET ��A
oxazepam 	�� �� �
 ����� SET ��A
oxybutynin hydrochloride 	�
 ����� SET ��A
p�aminosalicylic acid 	�
 ����� SET ��A
pecazine 	�
 ���
� SET ��A
penicillamine 	�
 ����� SET ��A
pentazocin 	�� �
 ����� SET ��A
pentobarbital 	�� �
 ����� SET ��A
pentoxifylline 	�
 ����� SET ��A
perphenazine 	�� �� �
 ����� SET ��A
perylene 	�
 ����� SET ��A
phenacetin 	�� �
 ����
 SET ��A
phenanthrene 	�
 ����� SET ��A
piroxicam 	��
 ����� SET ��A
pramoxine 	��
 ����� SET ��A

�



prasterone 	�� �
 ����� SET ��A
prasterone acetate 	�
 ����� SET ��A
praziquantel 	�
 ����� SET ��A
prednisolone 	�� �
 ����� SET ��A
prednisolone acetate 	�
 ����
 SET ��A
prednisone 	�
 ����� SET ��A
primidone 	�
 ����� SET ��A
probarbital 	�
 ����� SET ��A
procaine 	�
 ���
� SET ��A
prochlorperazine 	�� �
 ����� SET ��A
procyclidine 	�
 ���
� SET ��A
progesterone 	�� �� �
 ����� SET ��A
proline 	�
 ���� SET ��A
promazine 	�� �
 ����� SET ��A
propafenone 	�
 ����� SET ��A
propoxur 	�
 ����� SET ��A
propylparaben 	�
 ����� SET ��A
propylthiouracil 	�
 ����� SET ��A
proxyphylline 	�
 ���� SET ��A
pteridine 	�� �
 ���� SET ��A
pteridine���methyl�thiol 	�� �
 ���
� SET ��A
pteridine���thiol 	�� �
 ����� SET ��A
pteridine���methyl�thiol 	�� �
 ����
 SET ��A
pteridine���thiol 	�� �
 ����� SET ��A
pteridine�
�methyl�thiol 	�� �
 ����� SET ��A
pteridine�
�thiol 	�� �
 ���
� SET ��A
pyrazinamide 	�
 ����� SET ��A
pyrene 	�
 ����� SET ��A
pyridine 	�
 ��
� SET ��A
quinidine 	�� ��� �� ��
 ���
� SET ��A
quinoline 	�
 ����� SET ��A
reposal 	�� �
 ���

 SET ��A
rofecoxib 	

 ����� SET ��A
saccharin 	�
 ���
� SET ��A
salbutamol 	�
 ����� SET ��A
salicylamide 	�
 ����� SET ��A
salicylic acid 	�� �� �
 ����� SET ��A
secbutabarbital 	�� �
 ����� SET ��A
secobarbital 	�� �
 ����� SET ��A
simvastatin 	�
 ����� SET ��A
sorbitol 	�� �
 ���� SET ��A
spironolactone 	�
 ����
 SET ��A
stanolone 	�� �
 ���
� SET ��A
stanolone acetate 	�
 ����� SET ��A
strychnine 	�
 ����� SET ��A
sulfacetamide 	�
 ����� SET ��A
sulfadiazine 	�
 ����� SET ��A
sulfamethazine 	�
 ����
 SET ��A
sulfamethoxazole 	�
 ���
� SET ��A
sulfanilamide 	�
 ����� SET ��A
sulfathiazole 	�
 ����� SET ��A
sulindac 	�� �� �
 ����� SET ��A
sulpiride 	�
 ����� SET ��A
talbutal 	�� �
 ����� SET ��A
tamoxifen 	�

 ����
 SET ��A
tenoxicam 	�
 ����� SET ��A
terazosin 	�
 ����� SET ��A
testosterone acetate 	�
 ����� SET ��A
tetroxoprim 	�
 ����� SET ��A
thalidomide 	�
 ���
� SET ��A
thebaine 	�
 ����� SET ��A
theobromine 	�� �
 ����� SET ��A

�



thiamphenicol 	�
 ����� SET ��A
thiophene 	�
 ����� SET ��A
thiopropazate 	�
 ���
� SET ��A
thioridazine 	�� �� �� �
 ����� SET ��A
thymine 	�� �
 ����� SET ��A
tolcapone 	��
 ����
 SET ��A
triamcinolone 	�� �
 ����� SET ��A
triamcinolone acetonide 	�
 ����� SET ��A
triamcinolone diacetate 	�
 ����� SET ��A
triamterene 	�
 ����� SET ��A
triazolam 	�� �
 ����� SET ��A
tri�uoperazine 	�� �
 ����� SET ��A
tri�upromazine 	�� �
 ����� SET ��A
trihexyphenidyl 	�
 ����� SET ��A
trimazosin 	�
 ����� SET ��A
trimethoprim 	�� �
 ����� SET ��A
triphenylene 	�
 ���
� SET ��A
tropicamide 	�
 ���
� SET ��A
tybamate 	�
 ���
� SET ��A
uracil 	�� �� �
 ����� SET ��A
uric acid 	�� �
 ����� SET ��A
verapamil 	�
 ����� SET ��A
vinbarbital 	�� �
 ����� SET ��A
warfarin 	�
 ����� SET ��A
zidovudine 	�
 ����� SET ��A
zileuton 	�
 ����
 SET ��A

�
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