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MS-7754 ‘ C17H15FN5O, 298.3197 MS-7756 Cq1oHgF3Ny, 262.1957
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(2)-2-acetyl-3-(4-fluoroanilino)-N-phenyl-2-propenamide 2-[3-(trifluoromethyl)anilino]-1,1,2-ethylenetricarbonitrile
MS-7783 Cq4H15N30S 273.3592 MS-7787 C17H15N30 277.3286
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[4-(2-pyridinyl)piperazino](2-thienyl)methanone 4-[(E)-anilinomethylidene]-5-methyl-2-phenyl-2,4-dihydro-3H-pyrazol-3-one
MS-7795 C13H14N4S 258.3473 MS-7796 C1gH1gNO3 297.3570
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5,6,8-trimethyl-3-(methylsulfanyl)-5H-[1,2,4]triazino[5,6-bJindole 1-(1,3-benzodioxol-5-y1)-2,6,6-trimethyl-1,5,6,7-tetrahydro-4H-indol-4-one
MS-7803 C17H14FoN2O 300.3107 MS-7807 Cq3H11FpN30 263.2489
Halogen atoms Halogen atoms
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2,6-difluoro-N-[2-(1H-indol-3-yl)ethyl]benzenecarboxamide

N-(4,6-dimethyl-2-pyrimidinyl)-2,6-difluorobenzenecarboxamide

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

MS-7809 Cy5H11FoNO3 291.2566 MS-7819 C14H10CIN30, 287.7077
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methyl 2-[(2,6-difluorobenzoyl)amino]benzenecarboxylate

(E)-2-(2-chlorobenzoyl)-3-[(5-methyl-3-isoxazolyl)amino]-2-propenenitrile

MS-7824 Cq1H10NgS 230.2932 MS-7826 Cy3H14NoS 230.3339
Halogen atoms Halogen atoms
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6,8-dimethyl-5H-[1,2,4]triazino[5,6-b]indole-3-thiol N-allyl-4-(4-methylphenyl)-1,3-thiazol-2-amine
MS-7827 C16H18N203 286.3335 MS-7829 C1oH11N30,8 261.3044
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2-amino-N-(3,4-dimethoxybenzyl)benzenecarboxamide N-allyl-4-(4-nitrophenyl)-1,3-thiazol-2-amine
MS-7832 C11H12N203 220.2299 MS-7833 C1gH17NO3 307.3522
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2-{[(3-pyridinylmethyl)amino]carbonyl}cyclopropanecarboxylic acid

2-(1-methyl-1H-indol-3-yl)-4-ox0-4-phenylbutanoic acid
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MsS-7837 Cq13H14N0,8 262.3327 Ms-7838 C16H17NO,S 287.3834
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ethyl 2-(2-anilino-1,3-thiazol-4-yl)acetate

5,5-dimethyl-2-(1-naphthyl)-1,3-thiazolane-4-carboxylic acid

MS-7849 C13H1oN4028 288.3302
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N-(4-nitrophenyl)-N'-(3-pyridinylmethyl)thiourea [4-(2-methoxyphenyl)piperazino](2-thienyl)methanone
MS-7863 C16H14N08 ‘ 282.3668 MS-7867 CgHgN30S, 199.2543
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000| 0.0000|
H-bond acceptors| o H-bond acceptors|
H.C 2.0000] H.N 3.0000]
3 l N\>7N H-bond donors S, H-bond donors
He J H 1.0000 |y 2.0000
3 LogP H LogP
o 3.0193| 0.8351
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-[4-methyl-2-(1-naphthylamino)-1,3-thiazol-5-yl]-1-ethanone 3-amino-2-thioxo-2,3-dihydrothieno[3,2-d]pyrimidin-4(1H)-one
MS-7886 C15H1oN202S 284.3391 MS-7888 Cq4H11N30S 269.3273
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3-(4-methoxyphenyl)-2-thioxo-2,3-dihydro-4(1H)-quinazolinone

3-(3-pyridinylmethyl)-2-thioxo-2,3-dihydro-4(1H)-quinazolinone
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MS-7890 C14HgFoN,08 290.2935 MS-7891 Cq11H15N,0,8 236.2945
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3-(2,4-difluorophenyl)-2-thioxo-2,3-dihydro-4(1H)-quinazolinone 3-(2-methoxyethyl)-2-thioxo-2,3-dihydro-4(1H)-quinazolinone
MS-7892 C16H14N20S 282.3668 MS-7893 C14H14N20S, 290.4085
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0.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000] 6.0000]
o H-bond acceptors| H-bond acceptors|
2.0000 o N R 2.0000
N H-bond donors Y \/\© H-bond donors
< > = 1.0000 e I 2.0000
g H LogP — LogP
3.8310 3.2411]
LogS TPSA LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-phenethyl-2-thioxo-2,3-dihydro-4(1H)-quinazolinone N-phenethyl-N'-(2-thienylcarbonyl)thiourea
MS-7894 CgH15N205S, 244.3362 MS-7895 Cq1oH11N30S, 277.3690
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N-(2-methoxyethyl)-N'-(2-thienylcarbonyl)thiourea N-(3-pyridinylmethyl)-N'-(2-thienylcarbonyl)thiourea
MS-7897 C13H12N202S, 292.3808 MS-7905 C13H14CIN3O5 279.7284
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N-(4-methoxyphenyl)-N'-(2-thienylcarbonyl)thiourea

2-chloro-N-(1,5-dimethyl-3-oxo-2-phenyl-2,3-dihydro-1H-pyrazol-4-yl)acetamide
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2-chloro-N-(2-thienylmethyl)acetamide N-(2,4-difluorophenyl)-N'-(2-thienylcarbonyl)thiourea
MS-7921 C16H4N20 260.3825 MS-7922 C14Hp1NOy 235.3290
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[4-(tert-butyl)phenyl](4-methylpiperazino)methanone 4-(tert-butyl)-N-(2-methoxyethyl)benzenecarboxamide
MS-7929 Cq13H13NO,S 279.3169 MS-7931 C13H11NO,S 245.3021
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methyl 2-[(2-naphthylsulfonyl)amino]acetate N-(2-propynyl)-2-naphthalenesulfonamide
MS-7938 C1oH16CINgS 269.7984 MS-7952 C13H1oCIFO4 284.6737
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4-(3-chlorophenyl)-N-methyltetrahydro-1(2H)-pyrazinecarbothioamide

5-[(2-chloro-6-fluorophenyl)methylene]-2,2-dimethyl-1,3-dioxane-4,6-dione
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MS-7953 C14H1405 262.2647 MS-7954 Cy5H15NO 225.2929
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5-[(2-methoxyphenyl)methylene]-2,2-dimethyl-1,3-dioxane-4,6-dione (3,4-dimethylphenyl)(phenyl)methanone oxime
MS-7957 C15H12CINOg 289.7208 MS-7959 C15H12N205 300.2733
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2-{2-[(3-chloroanilino)carbonyl]phenyl}acetic acid 2-{2-[(3-nitroanilino)carbonyl]phenyl}acetic acid
MS-7962 C16H13NOg 299.2857 MS-7971 C16H17NO3 271.3188
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2-{2-[(1,3-benzodioxol-5-ylamino)carbonyl]phenyl}acetic acid 2-[4-(tert-butyl)phenoxy]nicotinic acid
MS-7975 C1gHp4N20 296.4159 MS-7994 Cq3Hp1NO4S 287.3806
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(2)-2-(2,2-dimethylpropanoyl)-3-(4-piperidinophenyl)-2-propenenitrile

N-(2,2-dimethoxyethyl)-2,4,6-trimethylbenzenesulfonamide
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MS-8003 C16H1gN203 286.3335 MS-8004 Cy7H11N30, 289.2961
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2-{[(4,4-dimethyl-2,6-dioxocyclohexyliden)methyllamino}benzenecarboxamide 2-[(1H-indazol-6-ylamino)methylene]-1H-indene-1,3(2H)-dione
MS-8011 C12H16N204 252.2723 MS-8013 C14H1gN203 262.3112
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2-{[(5-methyl-3-isoxazolyl)amino]carbonyl}cyclohexanecarboxylic acid 2-{[(3-pyridinylmethyl)amino]carbonyl}cyclohexanecarboxylic acid
MS-8017 C17Hp7N3S 305.4888 Ms-8018 Cq13H19N30,8 281.3793
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4-benzyl-N-pentyltetrahydro-1(2H)-pyrazinecarbothioamide 4-(2-furylcarbonyl)-N-isopropyltetrahydro-1(2H)-pyrazinecarbothioamide
MS-8021 C15H14N203 270.2904 MS-8025 C15H13CIN,O 272.7367
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3-[(phenethylamino)carbonyl]-2-pyridinecarboxylic acid

N-(4-chlorophenyl)-1-indolinecarboxamide
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MS-8026 Cq3H15CINZO 261.7131 SS-3821 CgH11N30 141.1741
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N-(4-chlorophenyl)-N'-(3-pyridinylmethyl)urea N-[(5-methyl-1,3,4-oxadiazol-2-yl)methyl]ethanamine
SS-3822 CgH14CINO,S ‘ 235.7344 SS-3824 C13H17NOy4 251.2847
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3-benzenesulfonylpropylamine hydrochloride BOC-(aminophenyl)acetic acid
SS-3827 CgH13CIoNg 198.0966 SS-3828 C4HgCloN,S 187.0918
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3-aminoethyl-1-methylpyrazole dihydrochloride Thiazol-5-yl-methylamine dihydrochloride
SS-3831 CgH15CIoNg 200.1126 SS-3834 CgH13NO4 187.1971
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(1-methyl- 1,4,5,6 tetrahyrdo-pyrimidin-2-yl)-methylamine dihydrochloride pyrrolidine-1,2-dicarboxylic acid 1-ethyl ester
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SS-3835 C4HgN4O5 142.1180 SS-3844 C7H7CIF,N, 192.5970
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(3-amino-1H-1,2,4-triazol-5-yl)acetic acid 3,4-difluoro-benzamidine hydrochloride
SS-3845 CgH11CINyOy 202.6421 SS-3846 CgH13CIN,O 200.6698
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4-hydroxy-3-methoxybenzenecarboximidamide hydrochloride 3-(4-hydroxy-phenyl)-propionamidine hydrochloride
SS-3847 C7HgCIN,O 172.6156 SS-3851 C10H14N204S 258.2981
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rotatable bonds rotatable bonds
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3-hydroxybenzamidine hydrochloride N-BOC-2-amino-4-thiazolacetic acid
SS-3855 ‘ C13H17CINy 236.7468 SS-3856 C15H18CIN 247.7704
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
A H-bond acceptors| H H-bond acceptors|
N CH 1.0000 1.0000
H-bond donors oM H-bond donors
1.0000] 1.0000]
N LogP OO LogP
H 1.9895 3.3758
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details ‘

contact Key Organics for details

4-(1-indole)piperidine hydrochloride

4-(1-naphthyl)piperidine hydrochloride

Novel chemistry for your drug discovery requirements
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S§S-3857

C13H16CIN

221.7322

S$S-3858

C15H1gCIN

247.7704

1.0000]
é H-bond donors
O NH CH 1.0000
LogP
2.5098

Halogen atoms
1.0000]

rotatable bonds

H-bond acceptors|

1.0000]
O CIH H-bond donors
O NH 1.0000]
LogP
3.3758|

Halogen atoms
1.0000]
rotatable bonds

H-bond acceptors|

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-spiroindene-piperidine hydrochloride 4-(2-naphthyl)piperidine hydrochloride
SS-3860 C1oH16CINO 225.7204 SS-3861 C1oH14CINO, 239.7039
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
H-bond acceptors| H H-bond acceptors|
NH 2.0000) 3.0000
H-bond donors H-bond donors
ClH 1.0000 o ClH 1.0000
o LogP LogP
1.1785) (¢] 1.1656]
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-spiro-[1-phthalan]piperidine hydrochloride 4-Spiro-[3-phthalide]piperidine hydrochloride
SS-3862 C1oH16CINS 241.7850 SS-3863 C11H13NOy 223.2306
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
4.0000|
H-bond acceptors H-bond acceptors
NH 1.0000 CH, 4.0000
- (e] N -
H-bond donors o) Y “CH, H-bond donors
CHH 1.0000] o 1.0000]
S LogP HO LogP
1.6210] 1.3982
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-Spiro-[1-thiophthalane] piperidine hydrochloride 4-(dimethylcarbamoyloxy)phenylacetic acid
SS-3864 CgH11NO4S 229.2563 SS-3871 C14H2oN20o 250.3436
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
4.0000| 2.0000]
HO H-bond acceptors o H-bond acceptors|
o 4.0000| >—OH 3.0000|
H H-bond donors H CH, HC H-bond donors
N\S/’O 2.0000 > < > N 2.0000
2 LogP K LogP
0" \_cH 9 CH, g
3 0.8537| 1.5924
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
2-(Ethanesulphonylamino)benzoic acid dimethyl-(4-pyrrolidin-2-yl-phenyl)-amine monoacetate

Novel chemistry for your drug discovery requirements
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SS-3872 ‘ Cq14H17CIN,O ‘ 264.7574 SS-3873 Cy3H1gCIN 223.7481
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
H H-bond acceptors| CIH H-bond acceptors|
2.0000 R 1.0000
CIH H-bond donors H-bond donors
N. O 1.0000 1.0000
LogP LogP
= 1.3395 2.7700]
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-(4-piperidyl)-1, 2-dihydro-2-quinolinone 4-Spiroindane-piperidine hydrochloride
SS-3874 C13H17CIN;O» 268.7456 SS-3875 C14H19CIN2O 266.7733
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
H-bond acceptors| H H-bond acceptors|
0\[40 CH 3.0000 2.0000
N H-bond donors CH H-bond donors
\O 1.0000 N o 1.0000
NH LogP LogP
1.4205] 1.2603
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
1-(piperidin-4-yl)-1H-benzo[d][1,3]oxazin-2(4H)-one hydrochloride 1-(4-piperidyl)-1,2,3,4-tetrahydro-2-quinolinone hydrochloride
SS-3876 C1pH15NOy 237.2577 SS-3880 C1gH1oN03 208.2187
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
6.0000) 3.0000|
" H-bond acceptors| H-bond acceptors|
NYCHB 4.0000| o 3.0000]
H-bond donors J\ H-bond donors
A~ OH
HOWOQ o 2.0000 HC NN 3.0000
0o LogP (¢] LogP
0.6176| 0.9117|
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-(acetylamino)phenoxy]butanoic acid 3-[(ethylamino)carbonyllaminobenzoic acid
SS-3881 C11H13NOy4 223.2306 SS-3883 CgH13NO3S 179.2394
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
5.0000]| 1.0000]
H-bond acceptors| H-bond acceptors|
HO 0 cH 4.0000 3.0000)
71/\©\ /& 3 H-bond donors Q\‘ 0 H-bond donors
N
0 N (o] 2.0000] HO N 1.0000]
H g CH,
LogP LogP
1.4942 -0.6693|
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

2-{4-[(ethoxycarbonyl)amino]phenyl}acetic acid

1-(methylsulfonyl)-3-piperidinol

Novel chemistry for your drug discovery requirements
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SS-3888 C11H14N03 222.2458 SS-3889 Cq19H10CINO3 227.6491

Halogen atoms Halogen atoms
0.0000| 1.0000]

rotatable bonds rotatable bonds
3.0000| 4.0000|
H-bond acceptors| H-bond acceptors|
o s 3.0000 y @ 3.0000

N N -| N -|

o) T \CHE H-bond donors o \H) H-bond donors

o 2.0000] o 2.0000]
HO LogP HO LogP
0.7482] 1.1175
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-{[(dimethylamino)carbonyllamino}phenyl)acetic acid

{4-[(chloroacetyl)amino]phenyl}acetic acid

SS-3890 C12H16N203 236.2729 SS-3894 C11H13NOy4 223.2306
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
5.0000| 4.0000]|
H-bond acceptors| H-bond acceptors|
o 3.0000| 4.0000|
H-bond donors (o) H-bond donors
HaCAﬂ )LN o 3.0000 Vo 1.0000
o LogP H,cNcH, 07 ok LogP
1.2405] 0.6623|

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
3-(3-[(ethylamino)carbonylJaminophenyl)propanoic acid 2-((dimethylcarbamoyl)methoxy)benzoic acid
SS-3895 C1gH13NO,4S 243.2834 SS-3896 C1gH11NO4 209.2035

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
5.0000] 4.0000|
H-bond acceptors| o H-bond acceptors|
4.0000| 4.0000|

HO H-bond donors HOJK/O o H-bond donors
NH 2.0000 Py 2.0000

00=5=0 LogP N© CH, LogP
<‘;H3 0.8962| 0.1846|
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-(methylsulfonyl)-DL-phenylalanine (4-acetamidophenoxy)acetic acid
SS-3900 C10HgCIN3O, 237.6472 SS-3901 CqoH13N3 175.2352

Halogen atoms Halogen atoms
1.0000] 0.0000|

rotatable bonds rotatable bonds
3.0000] 2.0000]
HO H-bond acceptors| H-bond acceptors|
o 4.0000 N 2.0000

N= H-bond donors | D H-bond donors

N N N CH,
N/ 1.0000] H.N o 3 1.0000]
©/ \(\ LogP 2 LogP
cl 2.9201) 0.7087
LogS

LogS ‘TPSA

contact Key Organics for details contact Key Organics for details

contact Key Organics for details contact Key Organics for details

5-(chloromethyl)-1-phenyl-1H-1,2,4-triazole-3-carboxylic acid

3-(2-aminoethyl)-7-methyl-imidazo[1,2-A]pyridine

Novel chemistry for your drug discovery requirements
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SS-3903 C1gH11NO4 209.2035 SS-3904 C1gH11NO4 209.2035

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
3.0000| 3.0000|
H-bond acceptors| H-bond acceptors|
OYO 4.0000 o 4.0000

N oM H-bond donors H,C. )k oH H-bond donors
H,C™ "CH, 1.0000 N® O 1.0000

o] LogP CHy o LogP
1.4657| 1.4657|
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-N,N-dimethylcarbamoyloxy-benzoic acid

3-dimethylcarbamoyloxy-benzoic acid

SS-3906 C13H18N203 250.3000 SS-3907 Cq1H16N203S 256.3258

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
3.0000] 2.0000]
cH H-bond acceptors| H-bond acceptors|
ek 3.0000 OH 3.0000

/P o}

QN N~< H-bond donors /N0 H-bond donors

/ o 1.0000 N N=5-CH, 1.0000
OH LogP o LogP

1.6267| 0.5762

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
1-(2-hydroxyphenyl)-4-ethoxycarbonyl-piperazine 1-(2-hydroxyphenyl)piperazin-4-methylsulfonamide
SS-3908 C13H1gN30, 249.3153 SS-3909 C13H1gN,03 250.3000
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 3.0000|
H-bond acceptors| cH H-bond acceptors|
4 CH, 2.0000 ot ® 3.0000
S\ N— H-bond donors N \N~< H-bond donors
HO@N N—( 2.0000 /Yo 1.0000
o LogP HO LogP
0.9767| 1.6267|
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-(4-hydroxypehnyl)-4-ethylcarbamoyl-piperazine 1-(3-hydroxyphenyl)-4-ethoxycarbonyl-piperazine
SS-3910 C13H19N302 249.3153 SS-3911 C13H19N302 249.3153
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 2.0000]
cH H-bond acceptors| CH H-bond acceptors|
H s 2.0000 H s 2.0000
S\ N I\ N
N N~< H-bond donors N N~< H-bond donors
/% 2.0000 /o 2.0000
OH LogP HO LogP
0.9767| 0.9767|
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
1-(2-hydroxyphenyl)-4-ethylcarbamoyl-piperazine 1-(3-hydroxyphenyl)-4-ethylcarbamoyl-piperazine

Novel chemistry for your drug discovery requirements
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§S-3912

C11H16N203S

§S-3913

C11H16N203S

9
HO N N—S—CH,
/ \C\)

256.3258
Halogen atoms
0.0000|
rotatable bonds
2.0000]
H-bond acceptors|
3.0000]
H-bond donors
1.0000]
LogP
0.5762]

HO

0
N N-S—CH,
\ / \C\)

256.3258
Halogen atoms
0.0000|
rotatable bonds
2.0000]
H-bond acceptors|
3.0000]
H-bond donors
1.0000]
LogP
0.5762]

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-(methylsulfonyl)piperazin-1-yl)phenol 3-(4-(methylsulfonyl)piperazin-1-yl)phenol
SS-3915 C10H10N203S ‘ 238.2668 SS-3938 C11H1003 190.2006
Halogen atoms Halogen atoms
0.0000| 0.0000|
cH rotatable bonds rotatable bonds
/g N 3.0000 1.0000)
HN o H-bond acceptors o H-bond acceptors|
4.0000| 3.0000|
H-bond donors H-bond donors
1.0000] 1.0000]
0=S=0 LogP LogP
-0.2511 HO™ ~O 1.2763)
\\N
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-(acetamidophenylsulfonyl)acetonitrile 4-ox0-1,2,3,4-tetrahydronaphthalene-1-carboxylic acid
SS-3940 CgH15NO3S 181.2553 SS-3941 C7H13NO3 159.1866
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
4.0000| 4.0000|
H-bond acceptors| H-bond acceptors|
Cc CH 3.0000 HO o cH 3.0000
H;C ,RH%%H H-bond donors }-—\_>~N/ 3 H-bond donors
o~ S 2.0000 1o} ‘CH3 1.0000
LogP LogP
-0.1520| -0.3515|
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-hydroxy-2,2-dimethylpropyl)methanesulfonamide 5-(dimethylamino)-5-oxopentanoic acid
SS-3945 Cy4H12CINO,S 173.6627 SS-3946 C10H10CINO3 227.6491
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
4.0000|
H-bond acceptors H-bond acceptors
o 2.0000] o o 3.0000|
CIH.NT \\S/CHg H-bond donors H-bond donors
SN 1.0000 N OH 2.0000
LogP Cl LogP
1.1175
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

3-methanesulfonyl-propyl-ammonium; chloride

N-Chloroacetyl-3-aminophenylacetic acid

Novel chemistry for your drug discovery requirements
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$S-3947 Cq11H15CINO 241.6762 SS-3948 Cq11H15CINO 241.6762
Halogen atoms Halogen atoms
1.0000] 1.0000]
rotatable bonds rotatable bonds
5.0000] 5.0000]
H-bond acceptors| Ho H-bond acceptors|
o 3.0000] 3.0000]
- H -
%N oH H-bond donzo:)sooo 0’2 \ < > N al H-bond donzo:)sooo
N . > / .
Cl (o} LogP o LogP
1.5138 1.5138
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-chloroacetyl-3-aminophenylpropionic acid N-chloroacetyl-4-aminophenylpropionic acid
SS-3952 C7H13NO4S 207.2500 SS-3953 CgH13NO4S 195.2388
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 6.0000]
OH H-bond acceptors| H-bond acceptors|
o 4.0000| u o 4.0000|
H-bond donors HC— H-bond donors
2 ,S’NMOH
H,C-5—N 1.0000 o073y 2.0000
o) LogP LogP
-0.1637| -0.5516|
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
1-(methylsulfonyl)piperidine-2-carboxylic acid N-(ethylsulfonyl)-4-aminobutyric acid
SS-3954 C7H13NO,S 207.2500 SS-3955 CgH11NOy4 161.1589
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 4.0000|
H-bond acceptors| H-bond acceptors|
(o] (e}
O\\ _CH, 4.0000| >;H 4.0000|
Ho N’S\\ H-bond donors N O H-bond donors
o 1.0000 /© 2.0000
LogP H,C HC OH LogP
-0.4261) 0.2609|
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-(methylsulfonyl)piperidine-3-carboxylic acid N-(ethoxycarbonyl)-DL-alanine
SS-3956 C7H13NO4 175.1860 SS-3957 CgH15NO4 201.2242
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
6.0000] 3.0000]
H-bond acceptors| H-bond acceptors|
CH. O OH 4.0000| 4.0000|
3 H-bond donors H-bond donors
Py o HC— N
0 N 2.0000 o*\< oH 1.0000
H LogP o J LogP
0.1564| 0.8868|
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

N(ethoxycarbonyl)-4-aminobutyric acid

1-(ethoxycarbonyl)piperidine-2-carboxylic acid

Novel chemistry for your drug discovery requirements
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SS-3958 CgH15NOy4 201.2242 SS-3961 CgH11NO,S 181.2117

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
3.0000| 5.0000]
H-bond acceptors| H-bond acceptors|
Q i 4.0000 He— H 4.0000

HO N~ O H-bond donors 3 ‘; /N\/WOH H-bond donors
L 1.0000) 0™ o 2.0000)

CH, LogP LogP
0.6244| -0.8033
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-(ethoxycarbonyl)piperidine-3-carboxylic acid

N-(ethylsulfonyl)-beta-alanine

SS-3962 C7H13NO4S 207.2500 SS-3963 C7H13NO4 175.1860

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
3.0000] 5.0000|
CH, H-bond acceptors H-bond acceptors|
i Hbdd 4.0000 H,C o e 4.0000

- -bond donors -bond donors
o 1.0000 Hachj(oJkOH 1.0000

OH LogP o LogP

o -0.2175 03124

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
N-(ethylsulfonyl)-DL-proline 2-(diethylcarbamoyl)acetic acid
SS-3964 CgH1005S 230.2411 SS-3965 C1gH13NO3 195.2200
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
4.0000| 4.0000|
H-bond acceptors| H-bond acceptors|
5.0000]| H 3.0000]
H,C. /9 /@\/& H-bond donors NTCHS H-bond donors
o”S\O OH 1.0000) HO_~. o 2.0000
LogP o LogP
0.1997|
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-[(methylsufonyl)oxy]phenylacetic acid N-[4-(hydroxyethoxy)phenyl]ethanamide
SS-3966 CgH1gN2O 162.1929 SS-3967 CqoH13N3 175.2352
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 3.0000]
H-bond acceptors H-bond acceptors
N 2.0000] N. 2.0000]
\7\‘ H-bond donors \v \INHz H-bond donors
NEEN 1.0000 N 1.0000
OH LogP LogP
0.7214 0.4260|
LogS LogS

contact Key Organics for details contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

1-(2-hydroxyethyl)benzimidazole

3-(1H-benzimidazol-1-yl)propylamine

Novel chemistry for your drug discovery requirements
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SS-3969 C4HgCINZO, 163.5643 $S-3970 C1pH15NOy 237.2577

Halogen atoms Halogen atoms
1.0000] 0.0000|

rotatable bonds rotatable bonds
6.0000)
H-bond acceptors| H-bond acceptors|
CH 4.0000 4.0000

o l’\FN H-bond donors H,C H-bond donors
1.0000] 2.0000]

NJ N 04/_>:O
HOJ\/ LogP O%H HO LogP

0.4840| 0.6176|

LogS TPSA
contact Key Organics for details

contact Key Organics for details

LogS TPSA
contact Key Organics for details

contact Key Organics for details

1H-1,2,3 Triazole-1- acetic acid Hydrochloride

4-(2-acetamidophenoxy)butanoic acid

SS-3971 C12H15NO, 237.2577 SS-3972 C10H11NOy4 209.2035
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
6.0000) 4.0000)
o H-bond acceptors| H-bond acceptors|
4.0000| 4.0000|
o) OJkOH H-bond donors i Q\ OH H-bond donors
Py N©/ 2.0000 HCT N oY 2.0000
H,C m LogP o LogP
0.5312 0.1846|

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-(2-acetamidoethyl)phenoxyacetic acid 3-acetamidophenoxyacetic acid
SS-3976 C11H17N30 207.2776 $S-3977 C17Ho5N30 287.4083
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
4.0000| 3.0000|
H-bond acceptors| H-bond acceptors|
CH, 0 2.0000) o 3.0000
HSC/N\/\N H-bond donors N/\ H-bond donors
H 2.0000 N bN 1.0000
NH, LogP LogP
0.3226| 1.0533
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-amino-N-[2-(dimethylamino)ethyl]benzamide 1-benzyl-4-(piperidin-4-ylcarbonyl)piperazine
SS-3979 C13Ho5N30, 255.3631 SS-3980 C1oH21CINyO3 276.7658
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
5.0000]| 4.0000|
H-bond acceptors| o c H-bond acceptors|
H
HN ﬁo 4.0000| 3 ><CH3 3.0000|
H NJ H-bond donors N o cH H-bond donors
~TN 2.0000 al AT 1.0000
[e] LogP H o LogP
-1.0825| 0.5435|
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

N-[3-(morpholin-4-yl)propyl]piperidine-4-carboxamide

1-(chloroacetyl)-4-(tert-butoxycarbonyl)aminopiperidine

Novel chemistry for your drug discovery requirements
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SS-3990 C1oH15NO3 221.2583 SS-3993 CgHgNo0,S 172.2069
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
4.0000| 3.0000|
H-bond acceptors| o H-bond acceptors|
9] o 3.0000] N /< 3.0000]
HO N”CH3 H-bond donors [ \>—S OH H-bond donors
éH 1.0000] N 1.0000]
3 LogP CH, LogP
1.4004] 1.0058]
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-(3-(dimethylamino)-3-oxopropyl)benzoic acid 2-(1-methyl-1H-imidazol-2-ylthio)acetic acid
SS-3996 CgH15CINO,S 202.7045 SS-3997 ‘ CgH1gN20g ‘ 234.2542
Halogen atoms Halogen atoms
1.0000] 0.0000|
rotatable bonds rotatable bonds
5.0000|
H-bond acceptors HN 9 /CHS H-bond acceptors
CH, 3.0000 \_\_>LN\ 6.0000
H,C-N H-bond donors CH, H-bond donors
ST TONH, 0
(o} \\0 1.0000] HO. 3.0000
CIH LogP OH LogP
-1.0524 [e] -0.8545|
LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
(N,N,dimethyl)-(3-aminopropyl)sulfonamide hydrochloride 5-amino-N,N-dimethylpentanamide oxalic acid salt
SS-3999 CgH1gN0, 186.2560 SS-4001 CgH1gN20, 186.2560
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000] 2.0000]
H-bond acceptors| H-bond acceptors|
2.0000 O_\ 2.0000
H-bond donors H-bond donors
H,C N H,C N OH
¢ jN« OH 2.0000 ° jN« 2.0000
H Yo LogP H %9 LogP
0.1275| -0.1995|
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-ethyl-2-(hydroxymethyl)piperidine-1-carboxamide N-ethyl-3-(hydroxymethyl)piperidine-1-carboxamide
SS-4002 CgH16N205 172.2289 SS-4003 CgH1gN205 186.2560
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000] 2.0000]
H-bond acceptors| cH, H-bond acceptors|
Q 2.0000 o ) 2.0000
NLNH H-bond donors HN H-bond donors
L 2.0000 ) /& 3.0000
HO CH, LogP /’H o LogP
-0.6680| 0.0587|
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

N-ethyl-4-hydroxypiperidine-1-carboxamide

1-ethyl-3-((1r,4r)-4-hydroxycyclohexyl)urea

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

SS-4006 C1gH11NO3 193.2041 SS-4007 CgH1,CINO, 221.6421
Halogen atoms Halogen atoms
0.0000| 1.0000]
rotatable bonds rotatable bonds
4.0000|
H-bond acceptors| H-bond acceptors|
H,N 3.0000] o NN 5.0000|
o H-bond donors )k/o “ | OH, H-bond donors
o 2.0000 HO 2.0000
OH LogP CH LogP
0.9074 0.4121
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-carbamoylethyl)benzoic acid

2-(pyridin-4-ylmethoxy)acetic acid hydrochloride hydrate

SS-4009 C1oH15NO3 221.2583 SS-4014 CgH17NO3 187.2407

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
4.0000) 3.0000
HO H-bond acceptors| cH, H-bond acceptors|
2 < > o 3.0000| HO. 3.0000|

I} H-bond donors e} H-bond donors
N-CH, 1.0000 U /& 2.0000

H,C LogP ‘N o LogP

1.4004] 0.7087|

LogS LogS
contact Key Organics for details contact Key Organics for details contact Key Organics for details contact Key Organics for details
4-(3-(dimethylamino)-3-oxopropyl)benzoic acid ethyl (1r,4r)-4-hydroxycyclohexylcarbamate
SS-4015 CgH17NO3 175.2296 SS-4016 ‘ C1gHogN20, ‘ 200.2831
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
7.0000] 3.0000|
H H-bond acceptors| H-bond acceptors|
0y N._~_~_OH 3.0000 2.0000
j’/ H-bond donors N OH H-bond donors
2.0000 HN/&O 2.0000
CH, LogP k LogP
0.6382] CH, 0.1796)
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-hydroxypentylcarbamate N-ethyl-2-(2-hydroxyethyl)piperidine-1-carboxamide
SS-4017 CgH1gN>05 174.2449 SS-4020 CgH13NO» 167.2095
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
6.0000] 4.0000|
H H-bond acceptors| H-bond acceptors|
OYN\/\/\/OH 2.0000 CH, 3.0000
H-bond donors o 0. H-bond donors
NH ~TONH,
3.0000 1.0000]
CH, LogP LogP
-0.0118| 0.7506|
LogS LogS

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

contact Key Organics for details

1-ethyl-3-(5-hydroxypentyl)urea

2-(3-methoxyphenoxy)ethanamine

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net

SS-4021 CgHgN4O, 204.1897 SS-4022 Cq11H13N3 187.2464

Halogen atoms Halogen atoms
0.0000| 0.0000|

rotatable bonds rotatable bonds
4.0000| 3.0000|
H-bond acceptors| H-bond acceptors|
NN o 5.0000) 2.0000)

— y \/CH3 H-bond donors N INHZ H-bond donors
A\ o 0.0000 “N 1.0000

N N LogP = LogP
-0.1917| 1.9134]
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-(4,5-dicyano-1H-imidazol-1-yl)acetate

1-aminoethyl-4-phenyl-pyrazole

Novel chemistry for your drug discovery requirements



