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10C-067 Cy1H1oFNO 193.2228 10K-539S Cy11H14CINOS 243.7573
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
4.0000]| 6.0000)
o H-bond acceptors| H-bond acceptors|
1.0000] o 1.0000]
F
4©_<:\ H-bond donors S\/\NMCI H-bond donors
N—CH, 0.0000) H 1.0000
Hsc/ LogP LogP
1.8698 1.9456
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-(dimethylamino)-1-(4-fluorophenyl)-2-propen-1-one 3-chloro-N-[2-(phenylsulfanyl)ethyl]propanamide
10X-0603 C13H21N303 267.3306 11X-0603 C7H14N,O 142.2024
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000] 0.0000|
OH H-bond acceptors NH, H-bond acceptors
/ \N 4.0000| 2.0000]
(0] N H-bond donors H-bond donors
CH, NQ 1.0000 N 1.0000
Hac+0 LogP PN LogP
CH, 0.7722 R mo -1.3333
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
tert-butyl 2-(hydroxymethyl)-7,8-dihydro-4H-pyrazolo[1,5-a][1,4]diazepine-5(6H)-carboxylate 1-(4-aminopiperidino)-1-ethanone
12N-259 Cq7Hp7N 245.4114 12P-016 C11H1403 194.2324
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
5.0000] 3.0000|
H-bond acceptors| O. _OH H-bond acceptors|
0.0000| 3.0000]
HN H-bond donors CH H-bond donors
1.0000 % : 1.0000
CH LogP 075 gHs LogP
5.0580 ¢ 2.3261
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-(4-pentylcyclohexyl)aniline 3-(tert-butoxy)benzenecarboxylic acid
12T-0017 C14H15NOg 293.2788 1R-1514 C15H18N202 258.3229
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds o rotatable bonds
o 7.0000] 2.0000]
T+ H-bond acceptors| NH H-bond acceptors|
o O CH, 6.0000) 3.0000
o H-bond donors 0 H-bond donors
0.0000| N 1.0000]
O
o LogP LogP
CH.
HEC/ 2 2.7307| 1.1152
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

dimethyl 2-allyl-2-(4-nitrophenyl)malonate

8-benzyl-2,8-diazaspiro[4.5]decane-1,3-dione
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1X-0601

C13H19N302

2R-0144

CgH1004

~— 0
HZNON N—4
/" o
—

CH

3

249.3153
Halogen atoms
0.0000|
rotatable bonds
3.0000|
H-bond acceptors|
2.0000]
H-bond donors
1.0000]
LogP
1.1279

HO
Tl o
o Y CH,
0

182.1777
Halogen atoms
0.0000|
rotatable bonds
4.0000|
H-bond acceptors|
4.0000|
H-bond donors
1.0000]
LogP
1.0830)

LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 4-(4-aminophenyl)tetrahydro-1(2H)-pyrazinecarboxylate methyl 2-(4-hydroxyphenoxy)acetate
2Y-0815 C11HgBroOg 269.0966 2Y-0823 CgHgBrog 241.0424
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
3.0000] 1.0000]
H-bond acceptors H-bond acceptors
3.0000| 3.0000|
o Br o Br
H-bond donors H-bond donors
HC O~ 0.0000 Oy 1.0000
I LogP OH LogP
2.6258] 2.2516|
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 5-bromo-1-benzofuran-2-carboxylate 5-bromo-1-benzofuran-2-carboxylic acid
3J-543S C1,HgCINg 229.6707 3K-345S C3HgN,4S 130.1721
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
1.0000] 1.0000]
H-bond acceptors| H-bond acceptors|
N 2.0000] 3.0000]
D \ H-bond donors N ‘&\N,NHz H-bond donors
N | N 1.0000 9 1.0000
HC LogP 3 LogP
2.6905] 0.8557
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-(2-chloro-3-pyridinyl)-1H-1,3-benzimidazole 5-(1-methylhydrazino)-1,2,3-thiadiazole
37-0603 CgH4CINg 153.5719 4H-048 C11H13NOy 191.2318
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
0.0000| 2.0000]
cl H-bond acceptors| H-bond acceptors|
2.0000] HN 3.0000|
N‘ SN H-bond donors HO H-bond donors
kN/ N 1.0000] 2.0000]
\H LogP IS LogP
1.5106] 1.3475)
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

4-chloro-7H-pyrrolo[2,3-d]pyrimidine

2-(1,2,3,4-tetrahydro-1-isoquinolinyl)acetic acid
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4R-0680 CgHgF3N3 177.1300 4Y-0018 C19H15Cl505 235.1119
Halogen atoms Halogen atoms
3.0000] 2.0000]
rotatable bonds rotatable bonds
1.0000] 6.0000)
E H-bond acceptors| H-bond acceptors|
F 2.0000] o 2.0000]
F A H-bond donors cr H-bond donors
‘ A NH, 2.0000) o~ O 0.0000)
N m LogP LogP
2.0956 2.9484
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-hydrazino-5-(trifluoromethyl)pyridine 1,4-bis(2-chloroethoxy)benzene
57-0611 C11H11N302 217.2292 6F-911 C11H12CINO4 257.6756
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
4.0000| 6.0000]
- H-bond acceptors| cl H-bond acceptors|
\ / 4.0000 5.0000
cH H-bond donors = ‘ H-bond donors
N/\ \ o773 1.0000| H,C O \N O._CH, 0.0000)|
N
| 5 LogP 5 o LogP
H 1.3815) 2.1961
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 3-(2-pyridinyl)-1H-pyrazole-5-carboxylate diethyl 4-chloro-2,6-pyridinedicarboxylate
6R-0618 CgHgCINO 169.6121 7P-087 CgHgN,0 124.1435
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
1.0000] 2.0000]
H-bond acceptors| H-bond acceptors|
Q 2.0000 & 2.0000
H,C A H-bond donors QV/N‘OH H-bond donors
| 0.0000 o 1.0000
H,C™ "N” °Cl LogP 3 LogP
1.5813 1.3971]
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
1-(6-chloro-2-methyl-3-pyridinyl)-1-ethanone 1-methyl-1H-pyrrole-2-carbaldehyde oxime
7R-0603 C12H1604 224.2589 9N-013 CgH4No05 124.0998
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
5.0000]| 1.0000]
H-bond acceptors| H-bond acceptors|
HO 4.0000 o 4.0000
o CH, H-bond donors MOH H-bond donors
oY TLCHa 1.0000 1 1.0000
O CHy LogP ~A LogP
1.9168 0.1881
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details contact Key Organics for details

tert-butyl 2-(4-hydroxyphenoxy)acetate

4-pyrimidinecarboxylic acid
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9P-718 CgHyINO, 273.0310 AB-5006 CgH1,CINO 185.6551

Halogen atoms Halogen atoms
1.0000] 1.0000]

rotatable bonds rotatable bonds
0.0000| 2.0000]
H-bond acceptors| H-bond acceptors|
Lo 2.0000 cl oH 2.0000

H-bond donors _ CH, H-bond donors
N ° 1.0000 bk, 1.0000

H LogP N 3 LogP
1.3813 2.4668
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

4-iodo-1H-indole-2,3-dione

1-(4-chloro-3-pyridinyl)-2-methyl-1-propanol

AD-0189 CgHgFNO,

AD-0189 CgHgFNO,

L,

H

167.1409
Halogen atoms
1.0000]
rotatable bonds
0.0000|
H-bond acceptors|
2.0000]
H-bond donors
1.0000]
LogP
0.4920|

UL,

H

167.1409
Halogen atoms
1.0000]
rotatable bonds
0.0000|
H-bond acceptors|
2.0000]
H-bond donors
1.0000]
LogP
0.4920|

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
7-fluoro-2H-1,4-benzoxazin-3(4H)-one 7-fluoro-2H-1,4-benzoxazin-3(4H)-one
AD-0212 C1oHgN30 211.2250 AD-0295 C11H15N30, 221.2611

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
3.0000| 2.0000]
o H-bond acceptors| o H-bond acceptors|
N 3.0000 _NH, 3.0000

H-bond donors H H-bond donors
0.0000| N 2.0000]

LogP OQ LogP
1.8690) 0.3168|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-0x0-3-[4-(1H-pyrazol-1-yl)phenyl]propanenitrile 4-morpholinobenzenecarbohydrazide
AD-0334 C1oH17CIN;O» 256.7345 AD-0335 C1oH1gNo0 206.2901

Halogen atoms Halogen atoms
1.0000] 0.0000|

rotatable bonds rotatable bonds
2.0000]
o H-bond acceptors| H-bond acceptors
OH 3.0000| OH 2.0000]

H-bond donors N H-bond donors
ﬁN . 1.0000 ’\Q 1.0000

" C’NJ LogP H,C LogP
3 1.6468 1.1046|
LogS

LogS TPSA
contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

4-(4-methylpiperazin-1-yl)benzoic acid hydrochloride

[4-(4-methylpiperazino)phenyl]methanol
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AD-0363 C11HoN0, 214.3102 AD-0365 C14H17N30 2433111
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
6.0000) 3.0000|
H-bond acceptors| [e] N H-bond acceptors|
HNT "N 4.0000 Z 3.0000
z o CH H-bond donors H-bond donors
~s
1.0000 ﬁN 0.0000
o LogP ,NQ LogP
H,C
-0.1557| 3 0.9744|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 1-(3-aminopropyl)-4-piperidinecarboxylate 3-[4-(4-methylpiperazino)phenyl]-3-oxopropanenitrile
AD-0730 CgH7N30, 189.1750 AD-0738 CgHgN30 175.1916
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 2.0000]
N H-bond acceptors| fN H-bond acceptors|
Nfﬁ) 4.0000 NOY 3.0000
N" 0 H-bond donors N H-bond donors
OH 1.0000 OH 1.0000
LogP LogP
1.5998 1.3661
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-(1H-1,2,4-triazol-1-yl)benzenecarboxylic acid [2-(1H-1,2,4-triazol-1-yl)phenylJmethanol
AD-0750 C16H1403 254.2882 AD-0761 C16H1603 256.3041
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000| 3.0000|
H-bond acceptors| H-bond acceptors|
3.0000] 3.0000]
% O O Oj H-bond donors [O> . . o H-bond donors
o 0.0000 Io] 1.0000
LogP LogP
3.1445| 2.9337|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4'-(1,3-dioxolan-2-yl)[1,1"-biphenyl]-4-carbaldehyde [4'-(1,3-dioxolan-2-yl)[1,1"-biphenyl]-4-y[imethanol
AD-0773 C5HyCloNoO 179.0064 AD-0790 C5HyCIINyO 270.4578
Halogen atoms Halogen atoms
2.0000] 2.0000]
rotatable bonds rotatable bonds
0.0000| 0.0000|
cl H-bond acceptors 1 H-bond acceptors
al oH 3.0000 al oH 3.0000
= ) H-bond donors = ) H-bond donors
NYN 1.0000 NYN 1.0000
cH, LogP cH, LogP
2.0600] 2.7994
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

5,6-dichloro-2-methyl-4-pyrimidinol

6-chloro-5-iodo-2-methyl-4-pyrimidinol

Novel chemistry for your drug discovery requirements
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AD-0791 CgHgCINZO 173.6032 AD-5000 C7HgCINOS 187.5838

Halogen atoms Halogen atoms
1.0000] 1.0000]

rotatable bonds rotatable bonds
1.0000] 2.0000]
cl H-bond acceptors| H-bond acceptors|
R oH 3.0000 0 40000

H,C™ Z | H-bond donors Cl X OH H-bond donors
NYN 2.0000 I ch 1.0000

CH, LogP N~ o ' LogP
1.3005] 1.8619
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

5-chloro-2-methyl-6-(methylamino)-4-pyrimidinol

5-chloro-2-methoxynicotinic acid

AD-5001 CgH12CIN3O ‘

AD-5002 CgHgIN30

213.6685
Halogen atoms
1.0000]
rotatable bonds
1.0000]
H-bond acceptors|
3.0000|
H-bond donors
1.0000]
LogP
1.9875)

265.0546
Halogen atoms
1.0000]
rotatable bonds
1.0000]
H-bond acceptors|
3.0000|
H-bond donors
2.0000]
LogP
2.0399

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-chloro-2-methyl-6-(1-pyrrolidinyl)-4-pyrimidinol 5-iodo-2-methyl-6-(methylamino)-4-pyrimidinol
AD-5012 C1gH11CINg 222.6790 AD-5013 CgHgCINg 208.6519
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
1.0000] 1.0000]
NH, H-bond acceptors| NH, H-bond acceptors|
al 2.0000 cl 2.0000
-~ ‘ N N H-bond donors Z ‘ \N H-bond donors
SN 1.0000 SN 2.0000
\CHs LogP \H LogP
2.2833 2.0368,
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-chloro-6-cyclopropyl-1-methyl-1H-pyrazolo[3,4-b]pyridin-3-amine 5-chloro-6-cyclopropyl-1H-pyrazolo[3,4-b]pyridin-3-ylamine
BD-0078 C11H13NOg 239.2300 BD-0109 C11H1gN203 226.2777
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
6.0000 CH, 4.0000
o o o H-bond acceptors| r H-bond acceptors|
5.0000 o0 3.0000
A\ N 3
H,C (o) e} CH, H-bond donors CH H-bond donors
| 1.0000) H,C A K 2.0000)
N LogP HN__NH LogP
-0.5593| TO( 0.0018|
LogS

contact Key Organics for details

contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

diethyl 4-oxo-1,4-dihydro-3,5-pyridinedicarboxylate

ethyl 4-isopropyl-6-methyl-2-oxo-1,2,3,4-tetrahydro-5-pyrimidinecarboxylate
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BD-0110 Cq11H15CINO, 257.6756 BD-0119 C7H7F3N50, 208.1412

Halogen atoms Halogen atoms
1.0000] 3.0000]

rotatable bonds rotatable bonds
6.0000) 3.0000|
H-bond acceptors| FF H-bond acceptors|
o ¢ o 5.0000 F N 3.0000

HQC/\O X O/\CHQ H-bond donors o / H-bond donors
| 0.0000) N 1.0000)

N LogP fo ‘ LogP
1.8628 H,C 0.8712]
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

diethyl 4-chloro-3,5-pyridinedicarboxylate

ethyl 4-(trifluoromethyl)-1H-imidazole-5-carboxylate

BD-0200 C13H14N202 230.2687 BD-0212 C11H13NOy 191.2318
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000] 2.0000]
o) H-bond acceptors| o H-bond acceptors|
N 3.0000 2.0000
H-bond donors OH H-bond donors
hN 0.0000| N 1.0000]
OJ LogP C} LogP
0.8305 1.8626]

LogS TPSA
contact Key Organics for details

contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

3-(4-morpholinophenyl)-3-oxopropanenitrile

4-(1-pyrrolidinyl)benzenecarboxylic acid

BD-0213 C1,H15NOy 205.2589 BD-0221 C13H14N0 214.2693
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 3.0000|
o H-bond acceptors| o H-bond acceptors|
2.0000 N 2.0000
OH H-bond donors H-bond donors
O\‘ 1.0000] CIN 0.0000|
LogP LogP
2.2589 1.4987|

LogS TPSA
contact Key Organics for details

contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

4-piperidinobenzenecarboxylic acid

3-0x0-3-[4-(1-pyrrolidinyl)phenyl]propanenitrile

BD-0225 C14H16N20 228.2964 BD-0227 C11HgBINO, 264.0800
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
3.0000] 2.0000]
o H-bond acceptors| H-bond acceptors|
N 2.0000 o — 3.0000
H-bond donors N\ - H-bond donors
O\‘ 0.0000| o o 0.0000|
LogP LogP
1.8950) 1.8877|

LogS TPSA
contact Key Organics for details

contact Key Organics for details

LogS
contact Key Organics for details

contact Key Organics for details

3-ox0-3-(4-piperidinophenyl)propanenitrile

3-(5-bromo-1-benzofuran-2-yl)-3-oxopropanenitrile

Novel chemistry for your drug discovery requirements
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BD-0229 Cy11H7NO, 185.1839 BD-0230 CgHq1F30, 196.1709

Halogen atoms Halogen atoms
0.0000| 3.0000]

rotatable bonds rotatable bonds
2.0000] 6.0000)
H-bond acceptors| H-bond acceptors|
—N 3.0000] 0 2.0000]

- H-bond donors F H-bond donors

W W 0 ""CH
o 0.0000| F . 3 0.0000|
LogP LogP
1.0959 2.0914]
LogS TPSA LogS TPSA

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

3-(1-benzofuran-2-yl)-3-oxopropanenitrile

4-butoxy-1,1,1-trifluoro-3-buten-2-one

BD-0247 CgH1gF3NO, 221.1807

BD-0268 CgHgF3KNO3 259.2311

Halogen atoms
3.0000|

rotatable bonds
3.0000]

F H-bond acceptors|

LogP
3 2.2553

)
. o 2.0000
)}—g \RCH3 H-bond donors
,‘\‘ 0.0000|
CH

Halogen atoms
3.0000|
rotatable bonds

H-bond acceptors|
4.0000|

H-bond donors
0.0000|

LogP

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 1-methyl-4-(trifluoromethyl)-1H-pyrrole-3-carboxylate potassium 5-cyano-1,1,1-trifluoro-6-methoxy-6-oxo-2,4-hexadien-2-olate
BD-0274 Cq11H10BrNOg 284.1113 BD-0278 C7HgF3NO, 193.1266
Halogen atoms Halogen atoms
1.0000] 3.0000]
rotatable bonds rotatable bonds
3.0000| 1.0000]
NH H-bond acceptors F E o H-bond acceptors
Br o 3.0000 OH 2.0000)
AN H-bond donors F / \ H-bond donors
o o 1.0000] 1.0000]
— N
CH, LogP Ly LogP
1.8426) 3 1.8811]
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 3-amino-5-bromo-1-benzofuran-2-carboxylate 1-methyl-4-(trifluoromethyl)-1H-pyrrole-3-carboxylic acid
BD-0280 CgHgF3NOy 207.1537 BD-0296 C4H3F3Ny 136.0771
Halogen atoms Halogen atoms
3.0000| 3.0000|
rotatable bonds rotatable bonds
3.0000] 0.0000|
F E o H-bond acceptors F F H-bond acceptors|
E o] 2.0000] E 1.0000]
A LCHE H-bond donors 7 H-bond donors
N 1.0000 Ny 1.0000
| LogP | LogP
H H
2.0088| 1.2568
LogS LogS

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

ethyl 4-(trifluoromethyl)-1H-pyrrole-3-carboxylate

4-(trifluoromethyl)-1H-pyrazole

Novel chemistry for your drug discovery requirements
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BD-0700 C1oH11CIN,0,S8 282.7507 BD-0701 CygHgBINO, 254.0848
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
3.0000| 1.0000]
H-bond acceptors| H-bond acceptors|
NH, 3.0000] pr 2.0000]
cl — - OH .
= ‘ { O-CH H-bond donors ©f\g—< H-bond donors
\N S o 1.0000] N\ o 1.0000]
LogP CH, LogP
2.0326] 2.3207|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 3-amino-5-chloro-6-cyclopropylthieno[2,3-b]pyridine-2-carboxylate 3-bromo-1-methyl-1H-indole-2-carboxylic acid
BD-0702 C10H15NO3 197.2360 BD-0706 CgHgBrN3O 218.0542
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
4.0000| 1.0000]
H,C OH H-bond acceptors Br H-bond acceptors
3.0000 u oH 3.0000
J o H-bond donors H,C - | H-bond donors
N ~CH, 1.0000 NQ(N 2.0000
&y O LogP n LogP
s 1.1406) ¢ 1.5743)
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 4-(1-hydroxypropyl)-1-methyl-1H-pyrrole-2-carboxylate 5-bromo-2-methyl-6-(methylamino)-4-pyrimidinol
BD-0708 ‘ C13H16N204 264.2835 BD-0711 C7H1BrN3O 232.0813
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
3.0000| 1.0000]
o H-bond acceptors| Br CH, H-bond acceptors|
O 4.0000 HO N 3.0000
N o’CH3 H-bond donors Z | CH, H-bond donors
.0 0.0000) NYN 1.0000
'}‘7 LogP CH LogP
0 2.2442) ° 1.9357)
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 2-nitro-5-piperidinobenzenecarboxylate 5-bromo-6-(dimethylamino)-2-methyl-4-pyrimidinol
BD-0715 C10H13NO3 195.2200 BD-0716 C12H14N204 250.2564
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
4.0000| 2.0000]
H-bond acceptors| o H-bond acceptors|
H3C\ 3.0000| OH 4.0000|
OAQ_} H-bond donors o H-bond donors
Q 1.0000 (o N 1.0000
H,N O CH LogP o LogP
0.6733| 2.2125
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

methyl 2-(3-amino-4-methoxyphenyl)acetate

2-nitro-5-piperidinobenzenecarboxylic acid

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

BD-0717 C14H1gNOg 281.3112 BD-0719 ‘ C1oH16N403 264.2863

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
Hec 9 6.0000) 2.0000
H-bond acceptors| HN,NHZ H-bond acceptors|
J \ O-cy 5.0000]| O\‘ 4.0000|

N 3 H-bond donors o H-bond donors
. © 0.0000 Nex 2.0000)

o o LogP h‘ LogP
H,C——CH, 1.9416 0 1.3349
CH,
LogS TPSA

LogS TPSA
contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

1-(tert-butyl) 2-methyl 4-propionyl-1H-pyrrole-1,2-dicarboxylate

2-nitro-5-piperidinobenzenecarbohydrazide

BD-0724 C1oH13NS 179.2858 BD-0725 CgHgFNO, 169.1569
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
2.0000] 2.0000]
H-bond acceptors| F o H-bond acceptors|
HC s 1.0000 ot 2.0000
>_©_/< H-bond donors H-bond donors
H,C NH, 1.0000 1.0000
LogP NH, LogP
2.9799 1.1330)

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-isopropylbenzenecarbothioamide methyl 5-amino-2-fluorobenzenecarboxylate
BD-0727 Cq13H1,BINS 294.2153 BD-0732 CgHgNy 124.1463
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
3.0000| 0.0000|
H-bond acceptors| H-bond acceptors|
0.0000 NH, 2.0000
Br@s H-bond donors NZ H-bond donors
\—QNHZ 1.0000 PNy 2.0000
LogP H,N™ "N™ "CH, LogP
3.9224 0.3753|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-{[(4-bromophenyl)sulfanylJmethyl}aniline 6-methyl-2,4-pyrimidinediamine
BD-0733 CgHgNyO3 178.1486 BD-0736 ‘ CgHyBrFgN, 226.9843
Halogen atoms Halogen atoms
0.0000| 4.0000|
rotatable bonds rotatable bonds
1.0000] 0.0000|
_N H-bond acceptors| Br H-bond acceptors|
Z 4.0000 > 2.0000)
. N | -
ol . H-bond donors Ne N H-bond donors
N 0.0000 0.0000
O Oy LogP F F LogP
3
1.6125 F 2.4277|
LogS TPSA

contact Key Organics for details

contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

3-methoxy-4-nitrobenzenecarbonitrile

5-bromo-2-(trifluoromethyl)pyrimidine

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

CB-0059 C14HogN403 292.3405 CD-0006 CgH5CINyOy4 204.5708

Halogen atoms Halogen atoms
0.0000| 1.0000]

cH rotatable bonds rotatable bonds
o 8.0000 2.0000)
J) H-bond acceptors| c o H-bond acceptors|
5.0000]| HO. CH 6.0000]

HN™ O H-bond donors NO/ N H-bond donors
1.0000] N_ N 2.0000]

N 7 ‘ A O/\CH3 LogP \Cg—l LogP
NS\ 0.2236 1.3707]
H,C

LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 4-[(3-methoxypropyl)amino]-1-methyl-1H-pyrazolo[3,4-b]pyridine-5-carboxylate methyl 5-chloro-2,6-dihydroxy-4-pyrimidinecarboxylate
CD-0020 CgH7INg 250.0427 CD-0041 CgHsClINg 269.4731
Halogen atoms Halogen atoms
1.0000] 2.0000]
rotatable bonds rotatable bonds
0.0000| 0.0000|
1 H-bond acceptors| | H-bond acceptors|
H.C NH 2.0000 al CH 2.0000
° W ? H-bond donors | o : H-bond donors
N\fN 2.0000 N\KN 1.0000
NH, LogP NH, LogP
1.6327| 2.6060)
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-iodo-6-methyl-2,4-pyrimidinediamine 4-chloro-5-iodo-6-methyl-2-pyrimidinamine
CD-0062 CgHgINZO 251.0275 CD-0084 C7HgNOS 151.1880
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
0.0000| 2.0000]
| H-bond acceptors| H-bond acceptors|
HO. CH 3.0000 A 2.0000
\K\( : H-bond donors s / "OH H-bond donors
N =N 2.0000 \l 1.0000
NH LogP N LogP
z 2.1315) 1.0842]
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-amino-5-iodo-6-methyl-4-pyrimidinol 3-hydroxy-2-(2-thienyl)acrylonitrile
CD-0085 CgHgBrNO 224.0583 CD-0105 CgHgCI,NO 214.0523
Halogen atoms Halogen atoms
1.0000] 2.0000]
rotatable bonds rotatable bonds
2.0000] 2.0000]
OH H-bond acceptors| H H-bond acceptors|
2.0000] 2.0000]
‘ H-bond donors X H-bond donors
Y 1.0000 & 1.0000
Br LogP Cl LogP
2.5843 Cl 2.8285)
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

2-(4-bromophenyl)-3-hydroxyacrylonitrile

2-(3,4-dichlorophenyl)-3-hydroxyacrylonitrile

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

CD-0201 C7H7F3N504 224.1406 CD-0251 CgH3F3N,0 164.0877

Halogen atoms Halogen atoms
3.0000] 3.0000]

rotatable bonds rotatable bonds
NH 3.0000| 0.0000|
£ N :( 2 H-bond acceptors| H-bond acceptors|
O 4.0000| 3.0000]

F H-bond donors H-bond donors
" o o 1.0000] 1.0000]

k LogP LogP

CH, 1.1749 1.7867|

LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 2-amino-4-(trifluoromethyl)-1,3-oxazole-5-carboxylate 6-(trifluoromethyl)-4-pyrimidinol
CD-0700 CgHgCINO3 201.6109 CD-0705 CgH7CIF3NOg 269.6092
Halogen atoms Halogen atoms
1.0000] 4.0000|
rotatable bonds rotatable bonds
3.0000] 3.0000]
H-bond acceptors <‘:H3 H-bond acceptors
o 4.0000 0.0 4.0000
cl x O/CHg H-bond donors £ F H-bond donors
0.0000 O 0.0000
A___cH, F |
N™ "0 LogP ~ _CH, LogP
1.8936) N "0 2.3115)
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 5-chloro-2-methoxynicotinate methyl 3-chloro-2-methoxy-5-(trifluoromethyl)isonicotinate
CD-0707 CgH7NO,S 193.2256 CD-0710 C11HgN304 ‘ 247.2121
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds cH rotatable bonds
2.0000] o3 2.0000]
H-bond acceptors| %\(OH H-bond acceptors|
3.0000] | 6.0000]
O—-CH.
= AN H-bond donors Ny N H-bond donors
\N S o 0.0000| 1.0000]
LogP _ LogP
1.2810 N 2.5526)
Il
o
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl thieno[2,3-b]pyridine-2-carboxylate 5-methoxy-2-(3-nitrophenyl)-4-pyrimidinol
CD-0715 ‘ C11HgCIN3O3 265.6577 CD-0721 C15H2oN20- 262.3548
Halogen atoms Halogen atoms
1.0000] 0.0000|
cH rotatable bonds rotatable bonds
o 7 2.0000] o 5.0000|
> Cl H-bond acceptors N H-bond acceptors|
| 5.0000) = ‘ 0" "CH, 3.0000)
Ny N H-bond donors SN N,CH3 H-bond donors
0.0000| 0.0000|
B LogP LogP
NC 3.0271) 2.8830
Il
o
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

4-chloro-5-methoxy-2-(3-nitrophenyl)pyrimidine

ethyl 2-[cyclohexyl(methyl)amino]nicotinate

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

CD-0723 C7HgCI,NOZ 222.0288 CD-0724 C11H11N30, 217.2292

Halogen atoms Halogen atoms
2.0000] 0.0000|

rotatable bonds rotatable bonds
2.0000] 4.0000|
H-bond acceptors| H-bond acceptors|

HO o

4.0000 _ N 3 ol 4.0000

cl cl H-bond donors QNA( :>_< H-bond donors
7 1.0000 N= 0 0.0000

\N o,CH3 LogP CHs LogP
1.9150] 2.0662
LogS TPSA LogS TPSA

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

3,5-dichloro-2-methoxyisonicotinic acid

ethyl 2-(1H-pyrrol-1-yl)-5-pyrimidinecarboxylate

CD-0726 Cq3H17NO3 235.2853 CD-0728 CqoH10N2 158.2046

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
4.0000| 1.0000]
HH3C CH, H-bond acceptors| H-bond acceptors|
NWX 3.0000 1.0000

it CH, H-bond donors Hacw H-bond donors
i 1.0000] 1.0000]

o O LogP LogP
H,C”™ 9 9

3 2.1740 2.9247|

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
N-(2-formyl-3-methoxyphenyl)-2,2-dimethylpropanamide 3-(4-methylphenyl)-1H-pyrazole
CD-0730 C14H11N30, 253.2627 CD-0734 CgHgBrNO3S 278.1259
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
N 3.0000 3.0000
H-bond acceptors| o} CH, H-bond acceptors|
Osy* 3.0000 o 3.0000)
- - X
O HN H-bond donors A\ H-bond donors
1.0000] Br s NH 1.0000]
LogP CH, LogP
3.0724 o 0.5202)
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-(benzylamino)-4-nitrobenzenecarbonitrile methyl 2-(acetylamino)-5-bromo-3-thiophenecarboxylate
CD-0739 CgH11N30,4 225.2057 CD-0742 CgH11N305 181.1958
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000] 2.0000]
H-bond acceptors| H-bond acceptors|
5.0000] 3.0000|
H-bond donors HO%H H-bond donors
2.0000 N 4.0000
LogP H N O NH, LogP
0.5008| -0.2677|
LogS LogS

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

2-(4-methoxy-3-nitrophenyl)acetohydrazide

2-(3-amino-4-hydroxyphenyl)acetohydrazide

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

CD-0744 CgHgN5O3 180.1646 CD-0745 C4H3N30, 157.0862
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
0.0000| 1.0000]
_ H-bond acceptors| o H-bond acceptors|
9Q, 3.0000 oH 5.0000
O”N o. H-bond donors H-bond donors
@ j 1.0000] / \N 2.0000]
N LogP NO; N” LogP
H H
1.0003] 0.3678|
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

7-nitro-3,4-dihydro-2H-1,4-benzoxazine

5-nitro-1H-pyrazole-3-carboxylic acid

DD-0044 C14H2oN205 298.3418 DD-0047 C1oHgCIFZNO, 291.6592

Halogen atoms Halogen atoms
0.0000| 4.0000|

rotatable bonds rotatable bonds
4.0000| 3.0000]
CH. O H-bond acceptors| EF H-bond acceptors|
HC I L 5.0000 F 2.0000

Cl

H,C o} N/\ H-bond donors A\ o H-bond donors

K/NMOH 1.0000] N o 1.0000]
—
8 8 LogP \ CH. LogP

0.0405] H 3.0574)

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-{[4-(tert-butoxycarbonyl)piperazino]carbonyl}cyclopropanecarboxylic acid ethyl 5-chloro-3-(trifluoromethyl)-1H-indole-2-carboxylate
DD-0051 CypH13NO3 219.2423 DD-0057 CygH7F3N503 260.1741
Halogen atoms Halogen atoms
0.0000| 3.0000]
rotatable bonds rotatable bonds
4.0000| 2.0000]
H-bond acceptors| NO, H-bond acceptors|
3.0000] oN 4.0000|
H H-bond donors H-bond donors
N OH E
2.0000] E 0.0000|
(e} (o] LogP 0 F LogP
1.0068 H,C 2.4278
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-[(benzylamino)carbonyl]cyclopropanecarboxylic acid 2-[5-methoxy-2-nitro-4-(trifluoromethyl)phenyl]acetonitrile
DD-0060 C10HgF3N302 257.1734 DD-0210 C13H11F303 272.2260
Halogen atoms Halogen atoms
3.0000| 3.0000|
rotatable bonds rotatable bonds
NO. 1.0000] CH 3.0000]
2 H-bond acceptors| ) 3 H-bond acceptors|
3.0000| o) 3.0000|
E H-bond donors H-bond donors
E 0.0000 R 0.0000
N F LogP o LogP
\ 3.3709 g F 2.8607
LogS

LogS TPSA
contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

1-[4-nitro-2-(trifluoromethyl)phenyl]-1H-pyrazole

ethyl 2-(trifluoromethyl)-2H-chromene-3-carboxylate

Novel chemistry for your drug discovery requirements
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DD-0212 CgH,BrF3N,0 242.9837 DD-0214 CgHyBrF3N, 265.0337
Halogen atoms Halogen atoms
4.0000| 4.0000|
rotatable bonds rotatable bonds
0.0000| 0.0000|
OH H-bond acceptors| H-bond acceptors|
Br L 3.0000] _ N E 1.0000]
E ‘ N H-bond donors = > < E H-bond donors
N/) 1.0000) e J e 0.0000
F e LogP LogP
2.5785) 2.4900)
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-bromo-6-(trifluoromethyl)-4-pyrimidinol 6-bromo-2-(trifluoromethyl)imidazo[1,2-a]pyridine
DD-0234 C13H13NO3 231.2535 DD-0701 CgHgCINZOo 187.5866
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
4.0000| 1.0000]
o H-bond acceptors| H-bond acceptors|
3.0000| 3.0000|
N H-bond donors H-bond donors
\—% 0.0000 cH 1.0000
o CH, LogP 3 LogP
° 15131 1.3355
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-(4-oxopentyl)-1H-isoindole-1,3(2H)-dione N-(3-chloro-5-nitro-2-pyridinyl)-N-methylamine
DD-0702 C7HgCINZO, 201.6137 DD-0703 C7HgCINZO3 217.6131
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
2.0000] 3.0000|
_ H-bond acceptors| _ H-bond acceptors|
o, 3.0000 9, 4.0000
O//N\(iu H-bond donors O/’N = i cl H-bond donors
1.0000] 2.0000]
X A~ N OH
NTONTCH, LogP NN LogP
1.6780) 0.8924
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
N-(3-chloro-5-nitro-2-pyridinyl)-N-ethylamine 2-[(3-chloro-5-nitro-2-pyridinyl)amino]-1-ethanol
DD-0704 CgH3CIN,O,S 190.6089 DD-0705 Cq1H13NO5S 271.2940
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
0.0000| 3.0000]
H-bond acceptors| 0. H-bond acceptors|
o 3.0000 j 5.0000
O,N+ _ cl H-bond donors H C/O N H-bond donors
3
|
1.0000 o 0=$=0 0.0000
SH LogP Ch, LogP
1.8613 0.3589
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-chloro-5-nitro-2-pyridinethiol methyl 4-(methylsulfonyl)-3,4-dihydro-2H-1,4-benzoxazine-6-carboxylate

Novel chemistry for your drug discovery requirements
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DD-0706 C15H1gNOg 293.3224 DD-0707 C11H13NO3 207.2312
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
o 4.0000| 2.0000]
H-bond acceptors| H-bond acceptors|
ne® Nj 5.0000 oj 3.0000
3 H-bond donors H-bond donors
o o)\ hc© N
(o] 0.0000| 3 ) 0.0000|
H,C——CH, LogP o] CH, LogP
CH, 1.9007] 1.1382]

LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-(tert-butyl) 6-methyl 2,3-dihydro-4H-1,4-benzoxazine-4,6-dicarboxylate methyl 4-methyl-3,4-dihydro-2H-1,4-benzoxazine-6-carboxylate
DD-0708 CgH11CIN,O 198.6538 DD-0709 C7HgBrNO3S 264.0988
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
2.0000]
H-bond acceptors HO H-bond acceptors
NH, HCI 2.0000] o 3.0000|
m H-bond donors A\ H-bond donors
N [e] 2.0000] Br s NH 2.0000]
H LogP LogP
CH,
0.4776 o 0.4975
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-amino-3,4-dihydroquinolin-2(1H)-one hydrochloride 2-(acetylamino)-5-bromo-3-thiophenecarboxylic acid
DD-0710 C4HgN30, 127.1034 DD-0712 CgH7N30, 141.1304
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000] 2.0000]
o H-bond acceptors [e] H-bond acceptors
OH 3.0000] Q 3.0000]
A H-bond donors o\ CH, H-bond donors
N N
H N 3.0000 H NN 2.0000
| LogP | LogP
H -0.3690 H -0.3373
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-amino-1H-pyrazole-3-carboxylic acid methyl 5-amino-1H-pyrazole-3-carboxylate
DD-0714 CgHgCINO 169.6121 DD-0715 C7H5FoNO3 189.1196
Halogen atoms Halogen atoms
1.0000] 2.0000]
rotatable bonds rotatable bonds
0.0000| 1.0000]
H-bond acceptors| OH H-bond acceptors|
(e] 1.0000] E 3.0000|
/@ j H-bond donors H-bond donors
Cl N 1.0000] E 1.0000]
H LogP e LogP
1.5647] o ‘o 1.7439
LogS LogS

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

6-chloro-3,4-dihydro-2H-1,4-benzoxazine

(2,5-difluoro-4-nitrophenyl)methanol

Novel chemistry for your drug discovery requirements
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DD-0719 C4HgN503 171.1162 DD-0721 CgH11NO, 165.1935
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000] 1.0000]
[e] H H-bond acceptors H-bond acceptors|
N 5.0000]| O. 2.0000]
- | NH. H-bond donors H-bond donors
o ./ N 2 HO.
’N N 3.0000] N 2.0000]
d | LogP H LogP
H -0.5098 0.5114)
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-nitro-1H-pyrazole-3-carbohydrazide 3,4-dihydro-2H-1,4-benzoxazin-6-ylmethanol
DD-0722 C10H11CIN2O» 226.6644 DD-0726 C4H5N303 143.1028
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
1.0000]
OH H-bond acceptors H-bond acceptors
NH,  HCl 2.0000 ) OH 4.0000
A H-bond donors o ./ \N H-bond donors
N 2.0000 c/’)?‘ l‘\l 2.0000
(‘:Ha LogP H LogP
-0.8941) 0.1341
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-amino-4-hydroxy-1-methylquinolin-2(1H)-one hydrochloride (5-nitro-1H-pyrazol-3-yl)methanol
DD-0729 CgHgCINO3 201.6109 DD-0731 C11H1oN40, 232.2439
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
3.0000| 1.0000]
H-bond acceptors| _N H-bond acceptors|
o 4.0000 Z 4.0000
HSC\O = cl H-bond donors o . H-bond donors
| 0.0000 N N 1.0000
N _CH, i
N~ O LogP o K/NH LogP
1.4287| 1.0971]
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 5-chloro-6-methoxynicotinate 4-nitro-2-piperazinobenzenecarbonitrile
DD-0732 C7H5BIN,O, 229.0341 DD-0733 CgH7N304 185.1404
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
0.0000| 3.0000]
H-bond acceptors o H-bond acceptors
Br ~ 3.0000| (o] 5.0000]
| i H-bond donors o . J ¥ \“CHS H-bond donors
SN ON Yo 1.0000) \/N’ NG 1.0000)
H LogP o) | LogP
1.4293 0.7420|
LogS LogS

contact Key Organics for details

contact Key Organ

ics for details

contact Key Organics for details

contact Key Organics for details

6-bromo-1,4-dihydro-2H-pyrido[2,3-d][1,3]oxazin-2-one

ethyl 5-nitro-1H-pyrazole-3-carboxylate

Novel chemistry for your drug discovery requirements
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DD-0735 C7H4BrCIN, 231.4803 DD-0736 C13HgCIoNO, 282.1282

Halogen atoms Halogen atoms
2.0000] 2.0000]

rotatable bonds rotatable bonds
0.0000| 3.0000|
Br H-bond acceptors| al al H-bond acceptors|
1.0000] o 3.0000]

N H-bond donors / N N H-bond donors
N\/ 1.0000 Jd — 0.0000

cl H LogP \CHa LogP
2.8477| 4.0208|
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

3-bromo-7-chloro-1H-indazole

methyl 4-(2,3-dichloro-4-pyridinyl)benzenecarboxylate

DD-0737 C10H13N302 207.2340 DD-0738 C10H11NO3 193.2041
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000] 1.0000]
H-bond acceptors| H-bond acceptors|
S 3.0000 o 3.0000
[ H H-bond donors HO j H-bond donors
N “NH, 2.0000 N 1.0000
CH, o LogP o CH, LogP
0.2289 1.1065]

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-methyl-3,4-dihydro-2H-1,4-benzoxazine-6-carbohydrazide 4-methyl-3,4-dihydro-2H-1,4-benzoxazine-6-carboxylic acid
DD-0740 C1gHgNO, 175.1887 DD-0741 ‘ C7H7BrN,04S ‘ 295.1128
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
2.0000] 3.0000|
N H-bond acceptors| Br O H-bond acceptors|
IS 3.0000 MO’CHE 6.0000
] H-bond donors N‘ N H-bond donors
=
1.0000 he 0.0000
OH LogP o:§:o LogP
1.3081 CH, 0.6597|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
[4-(1,3-oxazol-5-yl)phenylJmethanol methyl 5-bromo-2-(methylsulfonyl)-4-pyrimidinecarboxylate
DD-0742 ‘ CegHsBrNy04S ‘ 281.0857 DD-0747 C10HgN303 219.2015
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
2.0000] 0.0000|
Br o H-bond acceptors| NO. H-bond acceptors|
MOH 6.0000 2 A 4.0000
‘ H-bond donors N H-bond donors
N__N H.C N
he 1.0000 ] pu 0.0000
o=s= LogP o’ CH, LogP
CH, 0.6280| 1.5593
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

5-bromo-2-(methylsulfonyl)-4-pyrimidinecarboxylic acid

1-(6-methyl-5-nitro-1H-indazol-1-yl)-1-ethanone

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

EA-0003 C13H14N20, 230.2687 ED-0027 C7HgBrNOg 232.0348

Halogen atoms Halogen atoms
0.0000| 1.0000]

rotatable bonds rotatable bonds
2.0000] 1.0000]
H-bond acceptors| NO. H-bond acceptors|
4 o 3.0000 ? 3.0000

H-bond donors H-bond donors
N NH 1.0000 OH 1.0000

By LogP Br LogP
0.5091 2.2567|
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

(3aR,6aS)-5-benzyltetrahydropyrrolo[3,4-c]pyrrole-1,3(2H,3aH)-dione

(2-bromo-5-nitrophenyl)methanol

ED-0040 C13H1204

ED-0044 C13H13N03

\O\ OV@

HO.
(e)

232.2382
Halogen atoms
0.0000|
rotatable bonds
4.0000|
H-bond acceptors|
4.0000|
H-bond donors
1.0000]
LogP
-0.3239

231.2535
Halogen atoms
0.0000|
rotatable bonds
4.0000]|
H-bond acceptors|
4.0000|
H-bond donors
2.0000]
LogP
1.8380)

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-(benzyloxy)-2-(hydroxymethyl)-4H-pyran-4-one 5-(benzyloxy)-2-(hydroxymethyl)-4-pyridinol
ED-0048 Cy1gHgBIN,O 249.0682 ED-0050 CgHgCINO, 159.5732
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
0.0000| 1.0000]
o H-bond acceptors| H-bond acceptors|
Br 2.0000] OH 3.0000]
‘ H-bond donors ‘ A H-bond donors
HO
H — 1.0000] N/ cl — 2.0000]
CN 09 09
1.6608] 1.2028
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
6-bromo-4-oxo-1,4-dihydro-8-quinolinecarbonitrile 2-chloro-6-(hydroxymethyl)-3-pyridinol
ED-0065 C13H12CINO, 249.6991 ED-0211 C7H15NO» 145.2031
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
4.0000) 3.0000
H-bond acceptors| H-bond acceptors|
OH 3.0000 CH 3.0000
X O H-bond donors HzNWO ¢ H-bond donors
\ 1.0000 o J 1.0000
Cl P L
N ogP LogP
2.9847| 0.1424
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

5-(benzyloxy)-2-(chloromethyl)-4-pyridinol

3-(2-methyl-1,3-dioxolan-2-yl)-1-propanamine

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

ED-0228 CgHgF3Ny 186.1377 ED-0229 CgH4CIF3N, 220.5827
Halogen atoms Halogen atoms
3.0000] 4.0000|
rotatable bonds rotatable bonds
0.0000| 0.0000|
H-bond acceptors| H-bond acceptors|
1.0000] 1.0000]
F
= FF H-bond donors = /’\; E H-bond donors
N = 0.0000 N F 0.0000
LogP LogP
2.4388 2.2162
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

2-(trifluoromethyl)imidazo[1,2-a]pyridine

6-chloro-2-(trifluoromethyl)imidazo[1,2-a]pyridine

ED-0231 C10H1602 168.2378 ED-0241 CgHBICIF3Ny 261.4293

Halogen atoms Halogen atoms
0.0000| 5.0000]

rotatable bonds rotatable bonds
3.0000] 0.0000|
CH, H-bond acceptors| H-bond acceptors|
2.0000] E F Br 2.0000]

H-bond donors FWCI H-bond donors
0.0000) N\ N 0.0000)

- LogP ~~ LogP

07 70" "CH, 2.0201] 3.0530

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 4-methylenecyclohexanecarboxylate 5-bromo-4-chloro-6-(trifluoromethyl)pyrimidine
ED-0249 CgH7FN,0S 210.2313 ED-0250 CgHyBrF3N, 265.0337
Halogen atoms Halogen atoms
1.0000] 4.0000|
rotatable bonds rotatable bonds
1.0000] 0.0000|
H-bond acceptors| H-bond acceptors|
F " 2.0000 _~_N F 1.0000
N—NH H-bond donors Y F H-bond donors
A 2 N E
2.0000] 0.0000|
S o LogP Br LogP
1.0650) 2.8722
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-fluoro-1-benzothiophene-2-carbohydrazide 3-bromo-2-(trifluoromethyl)imidazo[1,2-a]pyridine
ED-0254 CgH1gN20S 182.2457 ED-0256 C1oH14N202S 250.3216
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000] 3.0000]
H-bond acceptors| N H-bond acceptors|
" 2.0000 HC 020 3.0000
\ Ny H-bond donors H-bond donors
s ? 2.0000 N NH 1.0000
o LogP s LogP
0.6054 1.1452
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

5,6-dihydro-4H-cyclopenta[b]thiophene-2-carbohydrazide

ethyl 2-amino-3-cyano-4,5,6, 7-tetrahydro-1-benzothiophene-4-carboxylate

Novel chemistry for your drug discovery requirements
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ED-0701 CgHgCINO 1435738 ED-0704 C1gHgN204S 252.2503

Halogen atoms Halogen atoms
1.0000] 0.0000|

rotatable bonds rotatable bonds
1.0000] 2.0000]
H-bond acceptors| H-bond acceptors|
al 2.0000 NH, 4.0000

\Ej\/ H-bond donors A 0 H-bond donors
N OH 1.0000) s . 1.0000)

LogP NOz O-CH, LogP
1.5814] 1.0052]
LogS TPSA LogS TPSA

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

(5-chloro-2-pyridinyl)methanol

methyl 3-amino-6-nitro-1-benzothiophene-2-carboxylate

ED-0705 CgHgCIN,O 184.6267 ED-0718 CgH1gN205 166.1811

Halogen atoms Halogen atoms
1.0000] 0.0000|

rotatable bonds rotatable bonds
2.0000] 1.0000]
cl o H-bond acceptors H-bond acceptors
| 2.0000 OH 2.0000

‘ = H-bond donors /@[ i H-bond donors
N 0.0000) H,N N~ CH, 3.0000)

(‘ZH LogP H LogP
3

1.8837] -0.1721)

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-chloro-2-(dimethylamino)nicotinaldehyde N-(5-amino-2-hydroxyphenyl)acetamide
ED-0723 C11H1gN20 186.2152 ED-0726 CgH7CIN,O, 210.6213
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
2.0000] 2.0000]
H-bond acceptors| cl H-bond acceptors|
AN 3.0000 o 3.0000
[ _ H-bond donors ’\“ oS AN H-bond donors
N 1.0000 AN o-cH, 1.0000
OH LogP \H LogP
1.9008] 0.8909
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
[4-(2-pyrazinyl)phenyl]methanol methyl 4-chloro-1H-pyrrolo[3,2-c]pyridine-2-carboxylate
ED-0727 CqoHeBIN3 248.0834 ED-0730 CgH5CIO,S 212.6560
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
0.0000| 1.0000]
H-bond acceptors H-bond acceptors
Br N 2.0000) a o 2.0000)
m H-bond donors W H-bond donors
NN, 1.0000 s’ on 1.0000
LogP LogP
2.7082 2.3211
LogS LogS

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

2-amino-6-bromo-3-quinolinecarbonitrile

5-chloro-1-benzothiophene-2-carboxylic acid

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

ED-0735 C13HgNO,S 243.2862 ED-0736 CgHgBIN30, 256.0599
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
2.0000] 0.0000|
H-bond acceptors| H-bond acceptors|
@ 2.0000) Br 3.0000
N H-bond donors — H-bond donors
N 1.0000 A 0.0000
s % LogP NO; LogP
2.5632 2.4088
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-(1H-pyrrol-1-yl)-1-benzothiophene-2-carboxylic acid 3-bromo-2-methyl-6-nitro-2H-indazole
ED-0740 CgH7BrN, 211.0624 ED-0741 CgH7CINyOy 210.6213
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
0.0000| 2.0000]
H-bond acceptors| H-bond acceptors|
Br.
QA 1.0000] X A O 3.0000|
N H-bond donors ‘ _ H-bond donors
N 1.0000 CIONT TN O—CH 1.0000
CH; H LogP H LogP
2.3994 1.6490)
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-bromo-7-methyl-1H-indazole methyl 6-chloro-1H-pyrrolo[2,3-b]pyridine-2-carboxylate
ED-0742 CgHgBIN30, 256.0599 ED-0743 CgHgBINO 226.0742
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
0.0000| 1.0000]
Br H-bond acceptors| H-bond acceptors|
3.0000] A OH 1.0000]
\ N H-bond donors H-bond donors
N 0.0000 Br N 2.0000
NO; { \
CH, LogP H LogP
2.5298 1.8405]
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-bromo-1-methyl-6-nitro-1H-indazole (6-bromo-1H-indol-2-yl)methanol
ED-0758 CqoHy7NO 191.2754 FD-0006 C11HgBrNO3 282.0953
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
2.0000] 2.0000]
H-bond acceptors o H-bond acceptors
OH 1.0000] Br 3.0000|
H-bond donors | H-bond donors
N 1.0000] N 1.0000]
O LogP H,C. H LogP
2.0252 o~ "o 1.5259
LogS LogS

contact Key Organics for details ‘

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

(2-piperidinophenyl)methanol

methyl 6-bromo-4-oxo-1,4-dihydro-8-quinolinecarboxylate

Novel chemistry for your drug discovery requirements
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FD-0016 CgHgBIN,O3 269.0558 FD-0057 C7HgOy 156.1394
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
0.0000| 2.0000]
o H-bond acceptors| H-bond acceptors|
Br 3.0000 o 4.0000
H-bond donors °N H-bond donors
| CH
N 1.0000 wo 1 : 1.0000
NO. H LogP O LogP
2
1.7494 -2.1005|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
6-bromo-8-nitro-4(1H)-quinolinone 2-(hydroxymethyl)-5-methoxy-4H-pyran-4-one
FD-0078 C7HgNO3 155.1547 FD-0087 CyoH11FoN30o 267.2372
Halogen atoms Halogen atoms
0.0000| 2.0000]
rotatable bonds rotatable bonds
2.0000) Q 4.0000)
o H-bond acceptors| O\ H-bond acceptors|
o 3.0000 NG CH, 3.0000
\CHa H-bond donors N NH, H-bond donors
HO. ‘ | 2.0000] F 1.0000]
N LogP LogP
-2.4172 2.0456|
F
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-(hydroxymethyl)-5-methoxy-4(1H)-pyridinone ethyl 5-amino-1-(2,4-difluorophenyl)-1H-pyrazole-4-carboxylate
FD-0093 C7H4F3NO3 207.1100 FD-0114 C4gHsCIF3NO 247.6057
Halogen atoms Halogen atoms
3.0000] 4.0000|
rotatable bonds rotatable bonds
0.0000| 0.0000|
0. +0 H-bond acceptors| E o H-bond acceptors|
N 3.0000 F 1.0000
H-bond donors F ‘ H-bond donors
F 1.0000] N 1.0000]
E LogP & H LogP
OH F 2.5986 2.4048
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-nitro-2-(trifluoromethyl)benzenol 8-chloro-6-(trifluoromethyl)-4(1H)-quinolinone
FD-0220 Cq1H11CIO3 226.6615 FD-0222 CgH140 126.2002
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
2.0000] 1.0000]
H-bond acceptors| CH, H-bond acceptors|
o 3.0000 1.0000
o H-bond donors H-bond donors
Cl “CH, 0.0000) 1.0000)
o LogP LogP
2.1960 HO 15718
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

methyl 6-chloro-3-chromanecarboxylate

(4-methylenecyclohexyl)methanol

Novel chemistry for your drug discovery requirements
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FD-0231 C13HogN05 290.3626 FD-0238 CgH16N204 216.2389
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
8.0000| 4.0000|
H-bond acceptors| o H-bond acceptors|
CH, © o CH, 5.0000 o /_C\( 4.0000|
H,C )k )k % H-bond donors CH \/\_N NH H-bond donors
HC™ o7 N N © c»%Hi 3.0000 H.C H 2.0000
OH LogP ¢ CH LogP
0.7955) : 02270
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
tert-butyl N-{3-[(tert-butoxycarbonyl)amino]-2-hydroxypropyl}carbamate tert-butyl N-[(2-oxo0-1,3-0xazolan-5-yl)methyl]carbamate
FD-0250 CgHgF3NO4 251.1636 FD-0252 C4H3F3N,0 152.0765
Halogen atoms Halogen atoms
3.0000| 3.0000|
rotatable bonds rotatable bonds
3.0000] 0.0000|
O OH H-bond acceptors| H-bond acceptors|
Y 5.0000 NOSNH, 2.0000
H,C™ "O ‘ N H-bond donors \ /) H-bond donors
F N/ OH 2.0000] F 1.0000]
F % LogP F F LogP
2.2190) 0.9928|
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 4,6-dihydroxy-2-(trifluoromethyl)nicotinate 3-(trifluoromethyl)-5-isoxazolamine
FD-0707 Cy11H11N30, 217.2292 FD-0713 CgHgN2O3 154.1263
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
4.0000| 1.0000]
o H-bond acceptors| H H-bond acceptors|
P 4.0000 OxNoon 4.0000
‘ A o CHy H-bond donors oH H-bond donors
fN N7 0.0000 = ‘ 3.0000
_ LogP X, LogP
N N
1.6049 0.2348|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 6-(1H-imidazol-1-yl)nicotinate N,3-dihydroxyisonicotinamide
FD-0722 CgH4N205 136.1110 FD-0726 CgH5NO, 191.1445
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
0.0000| 0.0000|
HO H-bond acceptors| 0...0 H-bond acceptors|
_N 4.0000 N o 4.0000
o H-bond donors H-bond donors
7 1.0000 0.0000
\N LogP LogP
0.8850 o 0.6445
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key

Organics for details

contact Key Organics for details

isoxazolo[5,4-c]pyridin-3-ol

4-nitro-1H-indene-1,3(2H)-dione

Novel chemistry for your drug discovery requirements
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FD-0728

CgH7NOy,

FD-0729

CgH5CINGO

o
)
H3C\O N
=0
(¢]

193.1604
Halogen atoms
0.0000|
rotatable bonds
2.0000]
H-bond acceptors|
4.0000|
H-bond donors
1.0000]
LogP
0.5362]

172.5748
Halogen atoms
1.0000]
rotatable bonds
1.0000]
H-bond acceptors|
3.0000]
H-bond donors
2.0000]
LogP
-0.0681)

LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 2-oxo-2,3-dihydro-1,3-benzoxazole-5-carboxylate 6-amino-2-chloro-4-pyrimidinecarboxamide
FD-0731 CgHgINO4 296.0222 FD-0732 CgHgBrN30, 256.0599
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
2.0000] Br 3.0000]
o | H-bond acceptors| H-bond acceptors|
H,C. o 4.0000| ‘ A 5.0000]
o Z H-bond donors N_ _N H-bond donors
HNYNH 2.0000] o 0.0000|
5 LogP H,C” CN LogP
-1.1570 o 1.1677|
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 5-iodo-2,6-dioxo-1,2,3,6-tetrahydro-4-pyrimidinecarboxylate methyl 2-(5-bromo-2-pyrimidinyl)-2-cyanoacetate
FD-0734 C16H13NO,S 283.3515 FD-0742 CgH7NO,4 193.1604
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
4.0000| 2.0000]
H-bond acceptors| H-bond acceptors|
X 3.0000 y 4.0000
N/ S o H-bond donors o >:o H-bond donors
| / 0.0000 H,C” o 1.0000)
o 3
CH, LogP o LogP
3.3480 0.5362
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 5-(2-quinolinyl)-2-thiophenecarboxylate methyl 2-oxo-2,3-dihydro-1,3-benzoxazole-6-carboxylate
FD-0745 C10HeCIF3N20, 278.6197 FD-0747 CgHgN30 163.1804
Halogen atoms Halogen atoms
4.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 0.0000|
H-bond acceptors| NH H-bond acceptors|
3.0000 2 2.0000)
H-bond donors N N H-bond donors
0.0000 / .
HO N 2.0000
LogP CH, LogP
1.3845 1.0179
LogS LogS

contact Key

Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

methyl 8-chloro-6-(trifluoromethyl)imidazo[1,2-a]pyridine-7-carboxylate

3-amino-1-methyl-1H-indazol-6-ol

Novel chemistry for your drug discovery requirements
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FD-0748 CgHgCIoN 162.0195 FD-0749 C7HgNoS 150.2033

Halogen atoms Halogen atoms
2.0000] 0.0000|

rotatable bonds rotatable bonds
0.0000| 0.0000|
H-bond acceptors| H-bond acceptors|
cl 1.0000) NH, 1.0000)

X H-bond donors = A\ H-bond donors
» 0.0000 | 1.0000

Cl N CH, LogP N S LogP
2.7908 1.0035]
LogS TPSA LogS TPSA

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

2,4-dichloro-6-methylpyridine

thieno[2,3-b]pyridin-3-ylamine

FS-0002 C17Ho80 248.4121 GA-0750 C7H7N3O4 197.1515
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
4.0000| 2.0000]
H-bond acceptors| o H-bond acceptors|
1.0000] J‘\“* 5.0000]
H-bond donors o ‘ = H-bond donors
1.0000] H,N N/ O\CH3 1.0000]
LogP & LogP
5.5064 0.7329|

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
(S)-(-)-STERICOL methyl 6-amino-5-nitro-2-pyridinecarboxylate
GD-0001 C10H4CloF3N 266.0513 GD-0003 CgH13CIN4O 216.6720
Halogen atoms Halogen atoms
5.0000 1.0000]
rotatable bonds rotatable bonds
0.0000| 2.0000]
cl H-bond acceptors| H-bond acceptors|
E
F 1.0000 o ¢l 3.0000
A H-bond donors CH, H H-bond donors
F H C+N N N
N/ 0.0000| 3 \Nf \NH 2.0000]
al LogP CH, 2 LogP
4.0548|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4,8-dichloro-6-(trifluoromethyl)quinoline 2-(tert-butyl)-4-chloro-5-hydrazino-3(2H)-pyridazinone
GD-0009 C11H14CINO,SI 255.7787 GD-0015 CgH13N30 167.2123
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
CH 4.0000 1.0000
3
Hacf‘sifCH:,‘ H-bond acceptors| H-bond acceptors|
3.0000 O NH, 2.0000)
‘ ‘ H-bond donors CH, N H-bond donors
oH 2.0000 H,C N\N* 1.0000)
= ‘ LogP CHy LogP
HO 0.
\N al 0.5352
LogS LogS

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

2-chloro-6-methoxy-4-[2-(trimethylsilyl)ethynyl]-3-pyridinol

4-amino-2-(tert-butyl)-3(2H)-pyridazinone

Novel chemistry for your drug discovery requirements
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GD-0016 CgHsCIFgN 219.5951 GD-0025 CgH4BrCIFgN 298.4911
Halogen atoms Halogen atoms
4.0000| 5.0000
rotatable bonds rotatable bonds
0.0000| 0.0000|
H-bond acceptors| Br H-bond acceptors|
cl \ 0.0000) al 0.0000)
F H-bond donors F A\ H-bond donors
N 1.0000 N 1.0000
F \ = \
F H LogP F b LogP
3.2206| 4.0124
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-chloro-6-(trifluoromethyl)-1H-indole 3-bromo-5-chloro-6-(trifluoromethyl)-1H-indole
GD-0029 C15H13NOg 287.2746 GD-0052 C14H13N304 287.2774
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
5.0000| 4.0000]|
H-bond acceptors| H-bond acceptors|
o 5.0000] o 5.0000]
o) H-bond donors o H-bond donors
0.0000| 2.0000]
O\\N+ LogP O\\N+ LogP
[ 3.2542 [ 2.3449
(¢] (¢]
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 3-(benzyloxy)-4-nitrobenzenecarboxylate 3-(benzyloxy)-4-nitrobenzenecarbohydrazide
GD-0054 Cy11H10F3NOg 293.2013 GD-0077 Cq10HgF3N, 210.1599
Halogen atoms Halogen atoms
3.0000] 3.0000]
rotatable bonds rotatable bonds
_ 4.0000| 0.0000|
O\N*O H-bond acceptors| N H-bond acceptors|
o 5.0000 X 1.0000
- H-bond donors E N\ H-bond donors
o 0.0000| N\ 1.0000]
o F LogP F F H LogP
H3C/ 2.2929 2.5676)
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 2-[5-methoxy-2-nitro-4-(trifluoromethyl)phenyllacetate 6-(trifluoromethyl)-1H-indole-5-carbonitrile
GD-0078 CgHgF3N20, 230.1476 GD-0080 C10HgF3NOg 279.1742
Halogen atoms Halogen atoms
3.0000| 3.0000|
rotatable bonds rotatable bonds
0.0000| _ 3.0000]
o H-bond acceptors| O\N*’O H-bond acceptors|
J‘\“* 2.0000] 5.0000]
OF N\ H-bond donors H-bond donors
N 1.0000 OH F 1.0000
F \
F H LogP b F LogP
2.6562 H,C 2.2612
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

5-nitro-6-(trifluoromethyl)-1H-indole

2-[5-methoxy-2-nitro-4-(trifluoromethyl)phenyl]acetic acid

Novel chemistry for your drug discovery requirements
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GD-0081 C1gHgF3NO, 231.1760 GD-0089 Cq1gH4BrF3Ny 289.0560
Halogen atoms Halogen atoms
3.0000] 4.0000|
rotatable bonds rotatable bonds
1.0000] 0.0000|
H-bond acceptors| H-bond acceptors|
CH, N Br
(‘) 2.0000] X 1.0000]
o H-bond donors E AN H-bond donors
F N 1.0000 N 1.0000
= H LogP Fe \H LogP
1.1495] 3.3594
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-methoxy-6-(trifluoromethyl)-1,3-dihydro-2H-indol-2-one 3-bromo-6-(trifluoromethyl)-1H-indole-5-carbonitrile
GD-0094 C13H11CINyO» 262.6978 GD-0202 CgH13N3 163.2241
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
o 4.0000| N 1.0000]
H-bond acceptors| AN H-bond acceptors|
‘ N OH 3.0000| 1.0000]
P H-bond donors 7\ H-bond donors
N NH NH,
2.0000] N 2 1.0000]
LogP H,C CH, LogP
3.3218 CH, 1.1582
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-(benzylamino)-5-chloronicotinic acid 5-amino-1-(tert-butyl)-1H-pyrrole-3-carbonitrile
GD-0207 Cq13H1oCIFN,0 264.6889 GD-0209 C14H14F3N3 281.2830
Halogen atoms Halogen atoms
2.0000] 3.0000]
rotatable bonds rotatable bonds
2.0000] .
o FFE N 1.0000
NH H-bond acceptors| Vi H-bond acceptors|
NT 2 2.0000] 2.0000]
H H-bond donors = | AN H-bond donors
O 2.0000] H,C \N N 0.0000|
cl LogP " CA(CH3 LogP
E 3.2093 T 3.7435)
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4'-chloro-3'-fluoro[1,1"-biphenyl]-4-carbohydrazide 1-(tert-butyl)-6-methyl-4-(trifluoromethyl)-1H-pyrrolo[2,3-b]pyridine-3-carbonitrile
GD-0210 C10H11F3N205 296.2048 GD-0220 C14H16F3N30 299.2983
Halogen atoms Halogen atoms
3.0000| 3.0000|
rotatable bonds rotatable bonds
4.0000| 2.0000]
H CL c H-bond acceptors| H-bond acceptors|
L
o CH, 6.0000] 2.0000]
N= H-bond donors H-bond donors
F (0] CH,
A 2.0000] 1.0000]
F LogP LogP
Ho  © 1.8919 2.7121)

LogS TPSA
contact Key Organics for details

contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

2-[(tert-butoxycarbonyl)amino]-4-(trifluoromethyl)-1,3-oxazole-5-carboxylic acid

1-(tert-butyl)-6-methyl-4-(trifluoromethyl)-1H-pyrrolo[2,3-b]pyridine-3-carboxamide

Novel chemistry for your drug discovery requirements
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GD-0225 CgH3FgN30 271.1230 GD-0240 Cq13H1oF3N3 267.2559
Halogen atoms Halogen atoms
6.0000] 3.0000]
rotatable bonds rotatable bonds
0.0000| F 1.0000]
H-bond acceptors| E E /'/\‘ H-bond acceptors|
3.0000] 2.0000]
H-bond donors = ‘ N\ H-bond donors
2.0000] \N N 0.0000|
LogP )(CH3 LogP
3.1655 HaC™ en, 3.0941]
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4,6-bis(trifluoromethyl)-1H-pyrazolo[3,4-b]pyridin-3-ol 1-(tert-butyl)-4-(trifluoromethyl)-1H-pyrrolo[2,3-b]pyridine-3-carbonitrile
GD-0241 CgHgBrNO, 230.0625 GD-0702 C10H7F3N20 228.1753
Halogen atoms Halogen atoms
1.0000] 3.0000|
rotatable bonds rotatable bonds
1.0000] e F 1.0000]
o H-bond acceptors| HO H-bond acceptors|
5 2.0000 Y F 2.0000
N~ CH, H-bond donors _N H-bond donors
| 1.0000] N 1.0000]
O N oA, LogP LogP
-1.3022 3.5320)
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-acetyl-3-bromo-6-methyl-2(1H)-pyridinone 1-phenyl-3-(trifluoromethyl)-1H-pyrazol-4-ol
GD-0704 C7HgFNO 141.1463 GD-0705 CgHgNy 1441775
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
1.0000] 2.0000]
E H-bond acceptors| H-bond acceptors|
1.0000] NH, 1.0000]
OH _N
H-bond donors 7 H-bond donors
2.0000] 1.0000]
NH. LogP LogP
z 0.8676 0.6013
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
(5-amino-2-fluorophenyl)methanol (Z)-3-amino-3-phenyl-2-propenenitrile
GD-0707 C10H10N202 190.2034 GD-0711 CgHgNo05 140.1429
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000] 0.0000|
o H-bond acceptors| o H-bond acceptors|
P 3.0000| H 2.0000]
| ~ O~ “CH H-bond donors NH H-bond donors
N 0.0000| 2.0000]
\\/N LogP 4N o LogP
1.3806| -0.6245|
LogS TPSA LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

ethyl imidazo[1,2-a]pyridine-8-carboxylate

2,4-diazabicyclo[4.2.0]octane-3,5-dione

Novel chemistry for your drug discovery requirements
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GD-0716 C7HgCINy 156.6162 GD-0717 ‘ CgH4F3N30, 275.1451

Halogen atoms Halogen atoms
1.0000] 3.0000]

rotatable bonds rotatable bonds
2.0000] F 1.0000]
H-bond acceptors| F H-bond acceptors|
_CH, 2.0000] F 5.0000|

= | H H-bond donors NN H-bond donors
\N cl 1.0000] — N 1.0000]

LogP O:N\ ) OH LogP
1.1489 o Jd 1.7197|
LogS TPSA

contact Key Organics for details contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

(2-chloro-3-pyridinyl)-N-methylmethanamine

3-nitro-6-(trifluoromethyl)imidazo[1,2-a]pyridine-2-carboxylic acid

GD-0718 CgHgNO, 163.1776 GD-0719 CgH7F3N,03S 268.2158

Halogen atoms Halogen atoms
0.0000| 3.0000|

rotatable bonds rotatable bonds
0.0000| 3.0000]
NH H-bond acceptors| FO OH H-bond acceptors|
> 0 2.0000 F o 5.0000

H-bond donors F Z | “CH, H-bond donors
2.0000) NYN 1.0000)

OH LogP s, LogP

-0.0018| CH, 2.1105]

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
7-amino-3-hydroxy-1-indanone 4-methoxy-2-(methylsulfanyl)-6-(trifluoromethyl)-5-pyrimidinecarboxylic acid
GD-0724 C1gHgNO,S 207.2527 GD-0733 C7HgNO, 139.1553
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000| 2.0000]
H-bond acceptors| H-bond acceptors|
AN A (o] 3.0000] 3.0000]
| P H-bond donors mOH H-bond donors
NS 0 0.0000 o CHs 1.0000
CH, LogP LogP
2.0884] 1.1102]
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl thieno[2,3-b]pyridine-2-carboxylate (2-methoxy-3-pyridinyl)methanol
GD-0737 C12H15NO, 205.2589 GD-0742 ‘ CgH4F3N30, 231.1352
Halogen atoms Halogen atoms
0.0000| 3.0000|
rotatable bonds rotatable bonds
3.0000] 0.0000|
H-bond acceptors| H-bond acceptors|
HN 3.0000| 3.0000|
H.C-O H-bond donors H-bond donors
3
1.0000] 0.0000|
I} LogP LogP
1.3792 2.0871]
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 2-(1,2,3,4-tetrahydro-1-isoquinolinyl)acetate 3-nitro-6-(trifluoromethyl)imidazo[1,2-a]pyridine

Novel chemistry for your drug discovery requirements
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GD-0744 CgHgNO, 179.1334 GD-0747 C1gHgN204 220.1863

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
1.0000] 2.0000]
H-bond acceptors| o H-bond acceptors|
o H 4.0000| H.C H o 4.0000|

HO*@iN H-bond donors 370 I H-bond donors
=0 2.0000 2.0000

o LogP N o LogP
0.5045| -0.4307|
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

2-ox0-2,3-dihydro-1,3-benzoxazole-5-carboxylic acid

methyl 2,3-dioxo-1,2,3,4-tetrahydro-6-quinoxalinecarboxylate

GD-0751 C10HeCIoN205 257.0775 GD-0753 C10H11NO3 193.2041
Halogen atoms Halogen atoms
2.0000] 0.0000|
rotatable bonds rotatable bonds
2.0000] 2.0000]
H-bond acceptors| H-bond acceptors|
N C 4.0000 o 2 on 3.0000
o /I H-bond donors [ ﬁo’ 3 H-bond donors
H,C” e 0.0000) 1.0000)
o LogP H LogP
2.7307| 0.7768|

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 2,3-dichloro-6-quinoxalinecarboxylate methyl 3,4-dihydro-2H-1,4-benzoxazine-7-carboxylate
GD-0761 C19HgN0S 202.2361 H-20039 Cy4H17NOg 279.2953
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 4.0000|
H-bond acceptors| o H-bond acceptors|
o 3.0000 PR _CH, 5.0000
= ‘ AN H-bond donors N= "O H-bond donors
Ny~ S =N 0.0000) Ho O__CH 1.0000)
LogP o LogP
0.8854 1.6705]
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-ox0-3-thieno[2,3-b]pyridin-2-ylpropanenitrile 3-ethyl 2-methyl 6-hydroxy-3,4-dihydro-2,3(1H)-isoquinolinedicarboxylate
H-20242 C1oH16CINO3 257.7192 H-20243 CqoH11NO3 193.2041
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
1.0000]
Hel H-bond acceptors| H-bond acceptors|
4.0000| NH 4.0000|
NH H-bond donors OH H-bond donors
HO O._CH, 2.0000 HO 3.0000
o LogP o LogP
1.6889 1.0062|
LogS LogS

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

ethyl 6-hydroxy-1,2,3,4-tetrahydroisoquinoline-3-carboxylate hydrochloride

6-hydroxy-1,2,3,4-tetrahydro-3-isoquinolinecarboxylic acid

Novel chemistry for your drug discovery requirements
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H-20257 ‘ Cq11H7CIoFN,O 273.0956 H-20267 CgH1403 158.1990

Halogen atoms Halogen atoms
3.0000] 0.0000|

rotatable bonds rotatable bonds
al 2.0000] 1.0000]
o H-bond acceptors| H-bond acceptors|
NS 3.0000 HOS ~ew, 3.0000

‘ P H-bond donors R? H-bond donors
0.0000 0,0 1.0000

LogP H,C™ "CH, LogP
¢ 3.2661 0.7761
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

4-chloro-2-(5-chloro-2-fluorophenyl)-5-methoxypyrimidine

2,2-dimethyl-5-vinyl-1,3-dioxan-5-ol

HA-0232 C15H17FN20O3 292.3127 HA-0233 C15H1gN203 274.3223
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
4.0000| 4.0000]|
H-bond acceptors| H-bond acceptors|
o) E 3.0000 o 3.0000
H-bond donors H-bond donors
HC 0 | N 1.0000 HCo | /’K‘ 1.0000
HCT NS0 LogP e NS0 LogP
CH 0.9505 CH 0.8110

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 4-(2-fluorophenyl)-1,6-dimethyl-2-oxo-1,2,3,4-tetrahydro-5-pyrimidinecarboxylate ethyl 1,6-dimethyl-2-oxo-4-phenyl-1,2,3,4-tetrahydro-5-pyrimidinecarboxylate
HA-0237 Cy5H17FN5O3 292.3127 HA-0240 C16HogN203 288.3494
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
E 4.0000 CH, 4.0000
H-bond acceptors| H-bond acceptors|
o 3.0000] 3.0000]
PN H-bond donors o H-bond donors
H,C O NH
3 1.0000] N 1.0000]
H.C ‘ N Yo LogP HC ‘ ii LogP
8 tn 0.9505) H,C™ N7 o 1.2782)
3 CH,
LogS TPSA

contact Key Organics for details

contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

ethyl 4-(3-fluorophenyl)-1,6-dimethyl-2-oxo-1,2,3,4-tetrahydro-5-pyrimidinecarboxylate

ethyl 1,6-dimethyl-4-(4-methylphenyl)-2-oxo-1,2,3,4-tetrahydro-5-pyrimidinecarboxylate

HA-0242 C16H20N203 288.3494 HA-0244 C16H20N203 288.3494

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
CH, 4.0000| 4.0000|
H-bond acceptors| H-bond acceptors|
o) 3.0000 o CH, 3.0000

H-bond donors H-bond donors

N N
H,C™ "0 N 1.0000 HC™ 707 T N 1.0000
H,C” NS0 LogP HC NS0 LogP

(‘ZH 1.2782 &H 1.2782

LogS
contact Key Organics for details

contact Key Organics for details

LogS
contact Key Organics for details

contact Key Organics for details

ethyl 1,6-dimethyl-4-(3-methylphenyl)-2-oxo-1,2,3,4-tetrahydro-5-pyrimidinecarboxylate

ethyl 1,6-dimethyl-4-(2-methylphenyl)-2-oxo-1,2,3,4-tetrahydro-5-pyrimidinecarboxylate

Novel chemistry for your drug discovery requirements
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HA-0247 Cy4H17N303 275.3099 HD-0002 Cy5H13NOg 287.2746
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
N 4.0000| 5.0000]
| N H-bond acceptors H C’O (e] H-bond acceptors
o0 NF 4,0000 3 Q 5.0000
H-bond donors o H-bond donors
H,C™ O NH
3 ‘ 1.0000] Ox, + 0.0000|
/& LogP ’Tt LogP
H,C” N Yo 4
‘C -0.0360| 3.2542]
H3
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

ethyl 1,6-dimethyl-2-oxo-4-(3-pyridinyl)-1,2,3,4-tetrahydro-5-pyrimidinecarboxylate

methyl 2-(benzyloxy)-5-nitrobenzenecarboxylate

HD-0007 C14H11NOg 273.2475 HD-0026 ‘ C15H15CIN2O» 290.7520
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
o 4.0000| o 6.0000]
(R H-bond acceptors| Cl\dj\ Y H-bond acceptors|
o OH 5.0000 X 07 "CH, 3.0000)
o H-bond donors N/ NH H-bond donors
1.0000] 1.0000]
LogP LogP
3.2225 3.6960)

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-(benzyloxy)-5-nitrobenzenecarboxylic acid ethyl 2-(benzylamino)-5-chloronicotinate
HD-0078 Cq3H1603Si 248.3567 HD-0094 Cy7H15NO3 281.3140
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds o rotatable bonds
5.0000] HC 5.0000]
cl H-bond acceptors| 370 A\ H-bond acceptors|
HCg ® 3.0000 N 3.0000
H3C/ Q CH H-bond donors \ H-bond donors
o 1.0000 © H 1.0000
OH LogP LogP
3.0738|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 2-hydroxy-5-[2-(trimethylsilyl)ethynyl]benzenecarboxylate methyl 7-(benzyloxy)-1H-indole-5-carboxylate
HD-0233 CqoH13F3NgS ‘ 278.3011 HD-0237 C7H5F3N,0 238.1241
Halogen atoms Halogen atoms
3.0000| 3.0000|
rotatable bonds rotatable bonds
2.0000] 2.0000]
F
E NH H-bond acceptors H-bond acceptors
F ,\Q 3.0000 OF——F 4.0000
F = | H-bond donors Hac\o > o H-bond donors
Ny“ 1.0000 ML NH 2.0000
S LogP Y LogP
-
H,C 1.8967| o -1.1048|
LogS

contact Key Organics for details

contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

2-(methylsulfanyl)-4-piperazino-6-(trifluoromethyl)pyrimidine

methyl 2,6-dioxo-5-(trifluoromethyl)-1,2,3,6-tetrahydro-4-pyrimidinecarboxylate

Novel chemistry for your drug discovery requirements
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HD-0706 CgH4BrN30 214.0223 HD-0707 CgHgNoO3 142.1152
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
0.0000| 1.0000]
H-bond acceptors| OH H-bond acceptors|
Br. H 2.0000 o 3.0000
\(I >:O H-bond donors X H-bond donors
SN 2.0000) HN. _NH 3.0000
H LogP Y LogP
-0.0187 o -1.5657

LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
6-bromo-1,3-dihydro-2H-imidazo[4,5-b]pyridin-2-one 5-(hydroxymethyl)-2,4(1H,3H)-pyrimidinedione
HD-0708 C7H4BrNOy 214.0194 HD-0716 CqoHgF3N3 227.1906
Halogen atoms Halogen atoms
1.0000] 3.0000|
rotatable bonds rotatable bonds
0.0000| 1.0000]
H-bond acceptors| _CH, H-bond acceptors
H 2.0000 HN 2.0000
N>:O H-bond donors N H-bond donors
5 d 1.0000 ‘ /)54': 1.0000
’ LogP N E LogP
1.5079 F 2.7015
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
6-bromo-1,3-benzoxazol-2(3H)-one N-methyl-2-(trifluoromethyl)-4-quinazolinamine
HD-0717 C7H14CINO, 179.6481 HD-0719 CgHgN>Og 228.1628
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
4.0000| 3.0000|
H-bond acceptors| H-bond acceptors|
CH.O 2.0000 OH O 7.0000
ch% 1 __cl H-bond donors NO, \ O/\CH3 H-bond donors
H,C 0" N 1.0000) _ 2.0000)
LogP HO N LogP
1.3765) 0.8907|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
tert-butyl N-(2-chloroethyl)carbamate ethyl 4,6-dihydroxy-5-nitronicotinate
HD-0722 CgHgINO, 277.0629 HD-0725 CgH7NO, 125.1282
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
1.0000] 0.0000|
o) H-bond acceptors| o H-bond acceptors|
2.0000 H 2.0000
OH H-bond donors NH H-bond donors
2.0000] 1.0000]
NH, 3
ch, LogP o) LogP
2.6864 -0.4540
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

2-amino-5-iodo-3-methylbenzenecarboxylic acid

3-azabicyclo[3.2.0]heptane-2,4-dione

Novel chemistry for your drug discovery requirements
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HD-0726 CgHgNO, 179.1334 HD-0734 CgH7BrN,O 203.0395

Halogen atoms Halogen atoms
0.0000| 1.0000]

rotatable bonds rotatable bonds
1.0000] 1.0000]
H-bond acceptors| H-bond acceptors|
y 4.0000) NH, 2.0000

Ho >:o H-bond donors — Br H-bond donors
o 2.0000 | 1.0000

X _CH,
o LogP N [e] LogP
0.5045| 1.1892
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

2-ox0-2,3-dihydro-1,3-benzoxazole-6-carboxylic acid

3-bromo-2-methoxy-4-pyridinamine

HD-0736 CgH1gN204 210.1911 HD-0738 CgH5NO, 155.1111
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000] 1.0000]
1o o H-bond acceptors| H-bond acceptors|
He o 4.0000 OH O 5.0000
R S
O o H-bond donors N OH H-bond donors
NH 1.0000] _ 3.0000
& " LogP HO™ °N LogP
3 1.1609 0.5629

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 4-(methylamino)-3-nitrobenzenecarboxylate 4,6-dihydroxynicotinic acid
HD-0744 CgH1oN,03 196.2076 HD-0746 CgHqgINO 275.0906

Halogen atoms Halogen atoms
0.0000| 1.0000]

rotatable bonds rotatable bonds
4.0000| 1.0000]
o H-bond acceptors| o H-bond acceptors|
_CH, 4.0000 | 1.0000

| A o H-bond donors CH, H-bond donors
HC N o 1.0000 NH 1.0000

1 2
H ¢H, LogP CH, LogP
1.0399 2.2965|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 2-methoxy-6-(methylamino)nicotinate 1-(2-amino-5-iodo-3-methylphenyl)-1-ethanone
HD-0747 CgHgCIN3O3 239.6195 KD-0008 C15H1603 244.2930

Halogen atoms Halogen atoms
1.0000] 0.0000|

rotatable bonds rotatable bonds
o 0.0000| 5.0000|
_ NV+ H-bond acceptors| H-bond acceptors
0 cl 4.0000 3.0000

H-bond donors H-bond donors
0.0000 o 1.0000

LogP OH LogP
1.9808 H.C 2.7825
Se)
LogS

LogS ‘TPSA

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

1-(3-chloro-5-nitro-1H-indazol-1-yl)-1-ethanone

[2-(benzyloxy)-4-methoxyphenyl]methanol

Novel chemistry for your drug discovery requirements
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KD-0031 C7H7NO3 153.1387 KD-0032 C7HgINO3 281.0511

Halogen atoms Halogen atoms
0.0000| 1.0000]

rotatable bonds rotatable bonds
2.0000] 2.0000]
H-bond acceptors| H-bond acceptors|
OH 4.0000 OH 4.0000

o - | o X

= | ~cH, H-bond donors = | ~CH, H-bond donors

O A, 1.0000 HO ~ 2.0000]
N LogP N LogP
0.7371 1.7837|
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

4-hydroxy-5-methoxy-2-pyridinecarbaldehyde

2-(hydroxymethyl)-3-iodo-5-methoxy-4-pyridinol

KD-0034 Cq1H4F3N3S 267.2338 KD-0061 C7H,4BrF3N,0, 285.0213
Halogen atoms Halogen atoms
3.0000| 4.0000|
rotatable bonds rotatable bonds
1.0000] 0.0000|
N H-bond acceptors| o H-bond acceptors|
N M
ES s Vi 3.0000| N Br 2.0000]
£ ) H-bond donors OF H-bond donors
N 0.0000| NH 1.0000]
Foe LogP F % 2 LogP
2.4953 2.8916|

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-(cyanomethyl)-5-(trifluoromethyl)-1,3-benzothiazole-6-carbonitrile 2-bromo-4-nitro-5-(trifluoromethyl)aniline
KD-0200 CgH7CIN,O 158.5885 KD-0202 C1pH100, 188.2282
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
1.0000] 2.0000]
NH, H-bond acceptors| CH, H-bond acceptors|
al 2.0000 ‘ 2.0000
=
‘ H-bond donors o H-bond donors
HO
\N ? 1.0000] 1.0000]
CH, LogP LogP
0.9154 2.3105]
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-chloro-2-methoxy-4-pyridinamine 7-allyl-6-hydroxy-1-indanone
KD-0203 C7HgCINg 167.5990 KD-0208 CgH3Cl3N,03 257.4614
Halogen atoms Halogen atoms
1.0000] 3.0000|
rotatable bonds rotatable bonds
0.0000| 1.0000]
H-bond acceptors| H-bond acceptors|
NH, T+ Cl
1.0000] _ Cl 3.0000|
N H-bond donors o [ AN Cl H-bond donors
N 2.0000 N o 1.0000
& \H LogP \H LogP
1.5738 1.7502
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

7-chloro-1H-indazol-3-amine

2,2,2-trichloro-1-(4-nitro-1H-pyrrol-2-yl)-1-ethanone

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

KD-0216 CgH7IN,O 250.0399 KD-0217 C7HgCINO 157.6009

Halogen atoms Halogen atoms
1.0000] 1.0000]

rotatable bonds rotatable bonds
1.0000] 2.0000]
NH, H-bond acceptors H-bond acceptors
| 2.0000 = cl 2.0000

= ‘ H-bond donors @ H-bond donors
SN0 1.0000 N" 0 0.0000

‘CH LogP CH;, LogP
¢ 1.6548] 1.7920
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

3-iodo-2-methoxy-4-pyridinamine

3-(chloromethyl)-2-methoxypyridine

KD-0219 CgHgN2O4

KD-0222 CgHgN4O3

170.1257
Halogen atoms
0.0000|
rotatable bonds
2.0000]
H-bond acceptors|
4.0000|
H-bond donors
1.0000]
LogP
0.5013]

170.1286
Halogen atoms
0.0000|
rotatable bonds
1.0000]
H-bond acceptors|
4.0000|
H-bond donors
3.0000
LogP
-0.4080|

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 4-nitro-1H-pyrrole-2-carboxylate 4-nitro-1H-pyrrole-2-carbohydrazide
KD-0223 CgHy4CIoNy 163.0070 KD-0233 CgHgNoOy4 156.0986
Halogen atoms Halogen atoms
2.0000] 0.0000|
rotatable bonds rotatable bonds
0.0000| 1.0000]
H-bond acceptors| H-bond acceptors|
NH, 1.0000) N oH 4.0000
_ cl H-bond donors o m H-bond donors
o 1.0000 NS 2.0000
N” ~cl LogP \H LogP
1.3582 0.4696|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2,3-dichloro-4-pyridinamine 4-nitro-1H-pyrrole-2-carboxylic acid
KD-0237 CgH3F3N,0, 180.0871 KD-0703 C7HgN30, 167.1687
Halogen atoms Halogen atoms
3.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000] 2.0000]
o H-bond acceptors H-bond acceptors|
OH 3.0000 HN A 3.0000
F A\ H-bond donors | _ o H-bond donors
N 2.0000 HNT N “CH 2.0000
F N - 2 s s
F LogP o LogP
H 1.1185) -0.0039
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

5-(trifluoromethyl)-1H-pyrazole-3-carboxylic acid

methyl 5,6-diamino-2-pyridinecarboxylate

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

KD-0705 CgHgFNOS 195.2167 KD-0706 CgHgCINZO, 211.6089

Halogen atoms Halogen atoms
1.0000] 1.0000]

rotatable bonds rotatable bonds
1.0000] 1.0000]
H-bond acceptors| H-bond acceptors|
E NH 1.0000] H 3.0000]

m 2 H-bond donors N\CHE H-bond donors
3 o 1.0000] 1.0000]

LogP \\N LogP
1.0778 ¢] 1.8138
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

5-fluoro-1-benzothiophene-2-carboxamide

6-chloro-2-(methylamino)-3-nitrobenzenecarbonitrile

KD-0707 CgHyFNS

KD-0712 Cq0H11NOLS

E
\>
S

177.2013
Halogen atoms
1.0000]
rotatable bonds
0.0000|
H-bond acceptors|
1.0000]
H-bond donors
0.0000|
LogP
2.1092)

s

/OWQij
H,C N
3 H

o

209.2687
Halogen atoms
0.0000|
rotatable bonds
2.0000]
H-bond acceptors|
2.0000]
H-bond donors
1.0000]
LogP
1.1201

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-fluoro-1-benzothiophene-2-carbonitrile methyl 3,4-dihydro-2H-1,4-benzothiazine-6-carboxylate
KD-0713 CygH11CIF3Ng 265.6675 KD-0715 C7HgN>Og 214.1357
Halogen atoms Halogen atoms
4.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000] 2.0000]
H-bond acceptors| H-bond acceptors|
2.0000 0 OH O 7.0000
H-bond donors o _— O’CH3 H-bond donors
1.0000 | 2.0000
LogP HO N LogP
2.4367| 1.0131
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
1-[6-chloro-5-(trifluoromethyl)-2-pyridinyl]piperazine methyl 4,6-dihydroxy-5-nitronicotinate
KD-0717 ‘ Cq3H13F3Ng 282.2706 KD-0718 ‘ Cq4H15F3Ng 296.2977
Halogen atoms Halogen atoms
3.0000| 3.0000|
rotatable bonds rotatable bonds
H 1.0000] H 1.0000]
H-bond acceptors| H-bond acceptors|
3.0000| ) 3.0000|
N H-bond donors N H-bond donors
XN 1.0000] N 1.0000]
/)§<F LogP A F LogP
N E 2.5028) N F 2.5549)
F F

LogS TPSA
contact Key Organics for details

contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

4-piperazino-2-(trifluoromethyl)quinazoline

4-(1,4-diazepan-1-yl)-2-(trifluoromethyl)quinazoline

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

KD-0719 CgH11BrN,O3 275.1036 KD-0721 CgHgCINg 191.6213
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
4.0000| 1.0000]
o H-bond acceptors| H-bond acceptors|
Br _CH 4.0000 SN 3.0000
= ‘ o : H-bond donors = ‘ /) H-bond donors
HC 1.0000 r N 0.0000
NTNT o N
H Sn LogP N~ >Cl LogP
¢ 1.8317] 1.7509)
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 5-bromo-2-methoxy-6-(methylamino)nicotinate 4-(2-chloro-3-pyridinyl)pyrimidine
KD-0722 CgHgNg 134.1415 KD-0724 CgHgBrNOS 256.1223
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
0.0000| 1.0000]
H H-bond acceptors| H-bond acceptors|
N/ 2.0000 o 1.0000
" H-bond donors m H-bond donors
N’ 2.0000) "\, 1.0000)
NH, LogP LogP
0.3046| 1.7301]
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
1H-1,2,3-benzotriazol-4-amine 6-bromo-1-benzothiophene-2-carboxamide
KD-0727 CgHgBrN,O3 261.0765 KD-0728 CgHyBrNS 238.1069
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
3.0000| 0.0000|
o H-bond acceptors| H-bond acceptors|
Br 4.0000 1.0000
= ‘ OH H-bond donors @7,\‘ H-bond donors
H,C
SN SN N0 2.0000 ar s 0.0000
H I LogP LogP
CH,
1.8000] 2.7615)
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5-bromo-2-methoxy-6-(methylamino)nicotinic acid 6-bromo-1-benzothiophene-2-carbonitrile
KD-0729 CgH12N205 180.2082 KD-0730 CgHgNy 122.1304
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000] 0.0000|
CH, H-bond acceptors| N H-bond acceptors|
HN 2.0000 N CH, 2.0000)
H-bond donors J H-bond donors
(@] N
H,N “CH, 2.0000] H,N N 2.0000]
LogP | LogP
o H
0.4241 0.0479|
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

methyl 3-amino-4-(methylamino)benzenecarboxylate

5-amino-3-methyl-1H-pyrazole-4-carbonitrile

Novel chemistry for your drug discovery requirements
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KD-0732 C1gH19N203 206.2028 KD-0734 C7HgBrF3NO 256.0232

Halogen atoms Halogen atoms
0.0000| 4.0000|

rotatable bonds rotatable bonds
2.0000] 1.0000]
CH H-bond acceptors| H-bond acceptors|

3

N/ 3.0000] = OH 2.0000]

>:O H-bond donors F \ \ H-bond donors

(e]
HC N 1.0000 E NT Br 1.0000
o H LogP F LogP
0.1327| 2.6706)
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

methyl 1-methyl-2-oxo-2,3-dihydro-1H-1,3-benzimidazole-5-carboxylate

[2-bromo-6-(trifluoromethyl)-3-pyridinyljmethanol

KD-0735 C7HgN,0S 168.2186 KD-0736 C16H11CI03 286.7173
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
0.0000| 3.0000]
H-bond acceptors| [e] H-bond acceptors
3.0000| o 3.0000|
H-bond donors O | H-bond donors
2.0000 HiClg O 0.0000)
LogP LogP
2.0455 c 3.2481

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-sulfanyl-6,7-dihydro-5H-cyclopenta[d]pyrimidin-4-ol (5-chloro-1-benzofuran-2-yl)(4-methoxyphenyl)methanone
KD-0737 C7HgBrNO4 248.0342 KD-0738 C7HgCINOS 187.5838
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
2.0000] 2.0000]
H-bond acceptors| HC H-bond acceptors|
OH O 5.0000 0 o 4.0000
Br _CH X N
7 o 5 H-bond donors P oH H-bond donors
| 2.0000 [ 1.0000
HO™ °N LogP cl N LogP
1.8513 1.5340)
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 5-bromo-4,6-dihydroxynicotinate 6-chloro-4-methoxynicotinic acid
KD-0742 Cy4H11F30 252.2384 KD-0744 CgH11NO4 197.1923
Halogen atoms Halogen atoms
3.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 3.0000]
H-bond acceptors O OH H-bond acceptors
1.0000] 4.0000|
F OH -
E . . / H-bond donors H,C™ O ‘ o H-bond donors
E 1.0000] ,‘\‘ 0o 1.0000]
LogP LogP
g CH, g
4.0785| -1.0552
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

[4"-(trifluoromethyl)[1,1'-biphenyl]-4-yllmethanol

ethyl 4-hydroxy-1-methyl-6-oxo-1,6-dihydro-3-pyridinecarboxylate

Novel chemistry for your drug discovery requirements
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KD-0745 CgHgBrNO4 262.0613 KD-0748 C7HgINO, 295.0346
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
3.0000| 2.0000]
H-bond acceptors| H-bond acceptors|
OH O 5.0000 OH O 5.0000
Br X | _CH N
= OACHS H-bond donors = o 5 H-bond donors
| 2.0000 o 2.0000
HO™ °N LogP HO™ "N LogP
2.1938 2.3169
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 5-bromo-4,6-dihydroxynicotinate methyl 4,6-dihydroxy-5-iodonicotinate
KD-0751 CgH1gN20,S 198.2451 KD-0754 CgH11NO3S 213.2569
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000] 2.0000]
H-bond acceptors| c H-bond acceptors|
o Hy
2.0000) o4 3.0000
NH, H-bond donors H-bond donors
o_ J 2.0000 1.0000
) NH, | N NH,
S 2 LogP o S LogP
-0.9439 -0.0474
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-amino-4,7-dihydro-5H-thieno[2,3-c]pyran-3-carboxamide methyl 2-amino-4,7-dihydro-5H-thieno[2,3-c]pyran-3-carboxylate
KD-0756 C7HgCIF3N, 210.5875 LC-0098 CgHgNoO5 140.1429
Halogen atoms Halogen atoms
4.0000| 0.0000|
rotatable bonds rotatable bonds
0.0000| 0.0000|
H-bond acceptors| H-bond acceptors|
Cl NH, 0.0000 2.0000)
F H-bond donors o H-bond donors
. NH, 2.0000 }/*N 1.0000
F LogP g H LogP
1.8810) -0.5825|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-amino-4-chloro-5-(trifluoromethyl)phenylamine tetrahydro-1H-pyrrolo[1,2-c]imidazole-1,3(2H)-dione
LC-0201 C11H1003 190.2006 NC-0225 C10H10F203 216.1862
Halogen atoms Halogen atoms
0.0000| 2.0000]
rotatable bonds rotatable bonds
3.0000] 5.0000|
H-bond acceptors| H-bond acceptors|
o] 3.0000 o 3.0000
©j\>_/< H-bond donors F Y H-bond donors
o o) (e) CH,
N\ 0.0000| )\ 0.0000|
CH, LogP F~ "0 LogP
1.8340 2.7207|
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

ethyl 1-benzofuran-2-carboxylate

ethyl 4-(difluoromethoxy)benzenecarboxylate

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

NC-0753 CgH7NO3 177.1610 SS-2998 Cy4H140 198.2671
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 3.0000|
o o H-bond acceptors| H-bond acceptors|
H,C 4.0000 OH 1.0000
OH H-bond donors H-bond donors
1.0000 O 1.0000
N// LogP LogP
1.3573 3.4474
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 5-cyano-2-hydroxybenzenecarboxylate 2-[1,1"-biphenyl]-4-yl-1-ethanol
$S-2999 CgHgN,S 164.2304 $S-3000 CgHgFNO3S 191.1820
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
2.0000] 1.0000]
H-bond acceptors| 3 H-bond acceptors|
H,N 1.0000) NH, 3.0000
\©\ H-bond donors H-bond donors
SNy 1.0000 2.0000
N LogP O:‘S:O LogP
1.0624 OH
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-[(4-aminophenyl)sulfanyl]acetonitrile 3-amino-4-fluorobenzenesulfonic acid
SS-3006 CgH17NOy4 203.2401 SS-3013 C7HgBrNO, 216.0354
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
5.0000] 2.0000]
H-bond acceptors| H-bond acceptors|
CH. O CH, 4.0000 Br O 3.0000
H,C. 3 - -|
3 ﬂ\ J\ OH H-bond donors N O’CH3 H-bond donors
H,C™ "0" °N 2.0000 | 0.0000)
H _N
o] LogP LogP
1.2208 1.6557|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-[(tert-butoxycarbonyl)amino]butanoic acid methyl 3-bromo-2-pyridinecarboxylate
SS-3015 C10H11NOy4 209.2035 SS-3025 C12H1204 220.2270
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 6.0000]
NO. H-bond acceptors| H-bond acceptors|
2 4.0000 (o] (¢) 4.0000|
CH, H-bond donors (0] H-bond donors
CH, 1.0000 S 1.0000
0% “OH LogP LogP
2.8586 1.5536]
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

2-methyl-2-(4-nitrophenyl)propanoic acid

4,6-dioxo-6-phenylhexanoic acid

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

SS-3028 C7HgN,0,4S 216.2168 SS-3034 C17HogNy 288.4395
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds CH rotatable bonds
2.0000 ¢ 2.0000
o H-bond acceptors| H-bond acceptors|
HNL &/ NH, 4.0000 N 1.0000
y H-bond donors NH H-bond donors
OH 3.0000 2 1.0000
LogP LogP
[e]
-0.5185 O 1.7011]
H,C”
LogS TPSA

contact Key Organics for details

contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

2-amino-4-(aminosulfonyl)benzenecarboxylic acid

4-(4-methylpiperazino)-2-(4-methylpiperidino)aniline

$S-3045 C7HgN,0S 168.2186 $S-3050 Cq1H7CINy 202.6448

Halogen atoms Halogen atoms
0.0000| 1.0000]

rotatable bonds rotatable bonds
2.0000] 0.0000|
o H-bond acceptors| H-bond acceptors
M cn 3.0000 New cl 2.0000

| 3 H-bond donors N BN H-bond donors
N\(N 0.0000 _ 0.0000

" C/S LogP N™ "CH, LogP

3 0.3919| 3.1684

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
1-[2-(methylsulfanyl)-4-pyrimidinyl]-1-ethanone 4-chloro-2-methyl-6-quinolinecarbonitrile
SS-3152 C1gH1oFNO, 229.2098 SS-3154 C1gH13NO3 195.2200
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
4.0000| CH 4.0000|
_ H-bond acceptors| (\) 3 H-bond acceptors|
Q. 4.0000 4.0000
N’%H H-bond donors H-bond donors
m 2.0000 o 2.0000
F OH LogP NH, LogP
1.3785) o 0.8996|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-(4-fluorobenzyl)-2-nitro-1,3-propanediol 2-amino-3-(2-methoxyphenyl)propanoic acid
SS-3182 C11H17NOy4 227.2624 SS-3183 C14H16N202 244.2958
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000] 2.0000]
o H-bond acceptors| H-bond acceptors|
4.0000| o 2.0000]
OH
H,C H-bond donors N H-bond donors
o 1.0000 HN 1.0000
HECA( YN o
CHO LogP LogP
0.7073| 0.0961
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

2-(tert-butoxycarbonyl)-2-azabicyclo[2.1.1]hexane-5-carboxylic acid

2-benzyl-2,7-diazaspiro[4.4]nonane-3,8-dione

Novel chemistry for your drug discovery requirements
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SS-3184 CgH1oN0, 168.1970 SS-3186 C1pH11N30 213.2410
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000| 2.0000]
H-bond acceptors| H-bond acceptors|
3.0000] 2.0000]
H-bond donors H H-bond donors
0.0000 '\©/ NH 2.0000
LogP o LogP
1.1067| 1.1782

LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
ethyl 1,5-dimethyl-1H-pyrazole-3-carboxylate 3-amino-N-(3-pyridinyl)benzenecarboxamide
SS-3215 CgHgNO, 163.1776 SS-3231 CgHgO2S 142.1775
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000] 1.0000]
[o] H-bond acceptors H-bond acceptors|
HNJ{ 2.0000 o 2.0000
o} H-bond donors S, H-bond donors
1.0000) HO Y, 1.0000)
LogP LogP
1.5085] 0.3759
LogS TPSA LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
(4R)-4-phenyl-1,3-oxazolan-2-one 2-thiabicyclo[3.1.0]hex-3-ene-6-carboxylic acid
SS-3250 CgHgN,S 192.2438 SS-3258 CgH7NOS 141.1928
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 2.0000]
H3C/S N\ H-bond acceptors| H-bond acceptors
N‘ _ 3.0000] o 1.0000]
H-bond donors A\ H-bond donors
1.0000 NH, 1.0000
~ ) . s .
N—N LogP LogP
H 1.0952] 0.1044|
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-(methylsulfanyl)-4-(1H-pyrazol-4-yl)pyrimidine 2-(2-thienyl)acetamide
$5-3260 CgHgNOS 127.1657 $S-3261 Cq1oH1205 188.2282
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000] 2.0000]
H-bond acceptors| HC H-bond acceptors|
1.0000] Lo 2.0000]
@YO H-bond donors H-bond donors
S 1.0000 0.0000
NH, o _CH,
gP ot LogP
0.1719| 2.5434
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

2-thiophenecarboxamide

1,6-dimethoxynaphthalene

Novel chemistry for your drug discovery requirements
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$S-3270 C17H1404 282.2987 SS-3272 ‘ C17H1404 282.2987

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
o 3.0000| 3.0000|
H-bond acceptors| (o] H-bond acceptors|
0 4.0000 4.0000

H-bond donors H-bond donors
O O 0.0000| 0.0000|

LogP LogP
H,C. . .
CooNo 3.0184) 3.0184)
LogS TPSA

contact Key Organics for details

contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

methyl 2-oxo-4-phenyl-6-chromanecarboxylate

methyl (4R)-2-oxo-4-phenyl-3,4-dihydro-2H-chromene-6-carboxylate

SS-3274 Cq3H7NO 203.2865 SS-3279 CgH1gN2O 162.1929
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 2.0000]
H-bond acceptors| ~ H-bond acceptors|
H,C (e]
2.0000] 3 2.0000]
N o H-bond donors N H-bond donors
0.0000 | 1.0000
LogP N NH LogP
2.3465| 1.8207|

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
1-benzyl-4-azepanone 4-ethoxy-1H-pyrrolo[2,3-b]pyridine
SS-3281 CgHgN,0 148.1658 SS-3295 ‘ CgH17NO, 171.2413
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000] 2.0000]
H,C. H-bond acceptors| / \ H-bond acceptors|
% 2.0000 N 2.0000
XN N H-bond donors )\ H-bond donors
| 1.0000 07 "o 0.0000
N NH LogP H3C+CH3 LogP
1.4782| CH, 1.2450)
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
methyl 1H-pyrrolo[2,3-b]pyridin-4-yl ether tert-butyl 1-pyrrolidinecarboxylate
SS-3300 C15H19NO3 261.3236 SS-3305 C15Ho3NO, 249.3561
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
4.0000| 5.0000|
O>\—O H-bond acceptors| H-bond acceptors|
H,C M 3.0000 CH, O CH, 2.0000
H m H-bond donors H-bond donors
0 0.0000) N CH 1.0000
LogP OH CH, LogP
3.1133 2.6325
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

4-benzyl-3-(3-methylbutanoyl)-1,3-oxazolan-2-one

N-(2-hydroxy-1-methyl-2-phenylethyl)-N,3-dimethylbutanamide

Novel chemistry for your drug discovery requirements
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SS-3308 CgH1403 158.1990 SS-3337 CgH1004 148.1601

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
2.0000] 1.0000]
H-bond acceptors| H-bond acceptors|
H:Q 3.0000 Q  CH, 4.0000

CH, H-bond donors HO““QO H-bond donors
HO 1.0000] < 2.0000]

oo LogP HO LogP
0.9232] -0.4949
LogS TPSA LogS TPSA

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

5-(hydroxymethyl)-3-isopropyldihydro-2(3H)-furanone

(3R,4S)-6-methoxytetrahydro-2H-pyran-3,4-diol

SS-3341 ‘ C14HgCIoN,O 291.1387 SS-3353 CgH13NO» 155.1983
Halogen atoms Halogen atoms
2.0000] 0.0000|
rotatable bonds rotatable bonds
o 1.0000] 4.0000]|
J\ H-bond acceptors| He H-bond acceptors|
HN N Cl 2.0000] 3 CH, 2.0000]
| H-bond donors /1><CH H-bond donors
1.0000 ¢ 1.0000
O O LogP HC///\H o LogP
al 4.0840 0.9467,

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
6-chloro-4-(2-chlorophenyl)-2(1H)-quinazolinone tert-butyl N-(2-propynyl)carbamate
SS-3364 CgHgN4O, 156.1451 SS-3370 CgHgN,OS 142.1804
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
0.0000| 1.0000]
o H-bond acceptors| H-bond acceptors|
H.C NH 2.0000] 2.0000]
3TN 2 H-bond donors H-bond donors
Py 3.0000 1.0000
c H NH, LogP LogP
-2.6795 0.5703
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
5,6-diamino-3-methyl-2,4(1H,3H)-pyrimidinedione 2-(methylsulfanyl)-4(3H)-pyrimidinone
SS-3371 C16H1204 268.2716 SS-3383 C13H1403 218.2547
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000] 2.0000]
H-bond acceptors| H-bond acceptors|
@ oH 4.0000 HO 3.0000
0. N H-bond donors mcw H-bond donors
1.0000] 0 cH 1.0000]
o o LogP 3 LogP
2.3187| 2.1785)
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

6-(benzyloxy)-4-hydroxy-2H-chromen-2-one

2-(2,2-dimethyl-2H-chromen-6-yl)acetic acid

Novel chemistry for your drug discovery requirements
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SS-3387 CgH17NO, 171.2413 SS-3393 Cy3H1gFNO 215.2292
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
4.0000| 3.0000|
H-bond acceptors| H-bond acceptors|
H 2.0000] 2.0000]
A/N O><CH3 H-bond donors //—QOH H-bond donors
U CcH, 1.0000 FON 1.0000
8 LogP LogP
1.3828 3.6769
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
tert-butyl N-(cyclopropylmethyl)carbamate 4-{[(4-fluorophenyl)imino]methyl}benzenol
SS-3395 C14H1gNO3 249.3124 SS-3400 C11H11FpNOg 243.2120
Halogen atoms Halogen atoms
0.0000| 2.0000]
rotatable bonds rotatable bonds
4.0000| 4.0000]|
j)\ H-bond acceptors| o H-bond acceptors|
3.0000 Iy 3.0000
F N
@O N H-bond donors %OH H-bond donors
1.0000 O CH, 2.0000
LogP E LogP
HO 1.8846) 1.4175)
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
benzyl 3-(hydroxymethyl)tetrahydro-1(2H)-pyridinecarboxylate (2S)-2-{[2-(3,5-difluorophenyl)acetyllamino}propanoic acid
SS-3403 CgH15NO3 185.2248 SS-3413 C15H3NO, 249.3561
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 4.0000|
- .0 -
CH, H-bond acceptors| H,C H-bond acceptors|
o CH 3.0000] 3.0000]
N~< CH, 3 H-bond donors Ho NH, H-bond donors
o 0.0000| 2.0000]
o) LogP LogP
0.8137 1.7841]
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
tert-butyl 2-oxo-1-pyrrolidinecarboxylate 1-[2-amino-1-(4-methoxyphenyl)ethyl]cyclohexanol
SS-3424 C13H15NOg 265.2682 SS-3434 C15HgCIFN 257.6971
Halogen atoms Halogen atoms
0.0000| 2.0000]
rotatable bonds rotatable bonds
5.0000]| F 1.0000]
H-bond acceptors| H-bond acceptors|
5.0000] 1.0000]
H-bond donors H-bond donors
0.0000| 0.0000|
LogP O A LogP
-1.4778| N/ al 4.8486|
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details ‘

contact Key Organics for details

methyl 7-(2-methoxy-2-oxoethyl)-5-oxo-1,2,3,5-tetrahydro-8-indolizinecarboxylate

2-chloro-4-(4-fluorophenyl)quinoline

Novel chemistry for your drug discovery requirements
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SS-3438 CgH7NO, 161.1616 SS-3439 Cq15H15N0,8 284.3391
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
0.0000| 3.0000|
H-bond acceptors H,C.. H-bond acceptors
A 2.0000 Q 3.0000
N H-bond donors H-bond donors
#O 1.0000] 1.0000]
HO' LogP LogP
2.4115) 2.8573
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
1H-indole-1-carboxylic acid N-(4-methoxy-1,3-benzothiazol-2-yl)benzenecarboxamide
SS-3440 C7HgN,0S 166.2027 SS-3448 Cq3H1oBIN 262.1513
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
0.0000| 3.0000]
H-bond acceptors| H-bond acceptors|
OH 2.0000 Br 0.0000
N H-bond donors H-bond donors
DH—NH, 2.0000 ﬁ/\© 1.0000
S LogP LogP
1.2806] 4.0456|
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-amino-1,3-benzothiazol-4-ol N-benzyl-N-(2-bromophenyl)amine
SS-3449 C11H1gNO4 229.2784 SS-3458 C7HgBrNOg 232.0348
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
3.0000| 1.0000]
HO H-bond acceptors| H-bond acceptors
4.0000 oy 3.0000
O H-bond donors I+ H-bond donors
Br. N
e CH@Q bl 1.0000 ‘o 0.0000
3 LogP LogP
CH, 1.1157 25303
LogS TPSA LogS TPSA
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
1-(tert-butoxycarbonyl)-3-piperidinecarboxylic acid 1-bromo-2-methoxy-3-nitrobenzene
SS-3473 CgH16ClIoNy 223.1473 SS-3474 C16H15N05S 285.3675
Halogen atoms Halogen atoms
2.0000] 0.0000|
rotatable bonds rotatable bonds
2.0000]
CIH CIH H-bond acceptors| CH, H-bond acceptors|
NH 2.0000] H,C o 2.0000]
2 H H-bond donors - N7§4© H-bond donors
“CH 2.0000 5 0.0000)
LogP LogP
1.4691] 3.8986|
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

(2-amino-2-phenylethyl)(methyl)amine dihydrochloride

2,3-dimethyl-1-(phenylsulfonyl)-1H-indole
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SS-3479 C14H1gNO3 249.3124

Halogen atoms
0.0000|

rotatable bonds
3.0000|
H-bond acceptors|
e} 3.0000]

CH, >~N OH H-bond donors

H C+O
3 1.0000]
CH, LogP
1.8907|
LogS TPSA
contact Key Organics for details contact Key Organics for details
tert-butyl 5-(hydroxymethyl)-1,3-dihydro-2H-isoindole-2-carboxylate
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