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2-{[(4-bromophenyl)methyl]sulfanyl}-5-(piperidin-1-ylmethyl)-1,4-dihydropyrimidin-4-one

2-{[(4-ethylphenyl)methyl]sulfanyl}-5-(piperidin-1-ylmethyl)-1,4-dihydropyrimidin-4-one
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2-{[(4-fluorophenyl)methyl]sulfanyl}-5-(piperidin-1-ylmethyl)-1,4-dihydropyrimidin-4-one

2-{[(4-methylphenyl)methyl]sulfanyl}-5-(piperidin-1-ylmethyl)-1,4-dihydropyrimidin-4-one
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2-{[(3,5-dimethylphenyl)methyl]sulfanyl}-5-(piperidin-1-ylmethyl)-1,4-dihydropyrimidin-4-one

5-(piperidin-1-ylmethyl)-2-[(pyridin-2-ylmethyl)sulfanyl]-1,4-dihydropyrimidin-4-one hydrochloride

CB-0030 Cq16H1gBrN30,S 396.3088 CB-0033 C17Hp1N30,8 ‘ 331.4398
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2-{[(4-bromophenyl)methyl]sulfanyl}-5-(morpholin-4-ylmethyl)-1,4-dihydropyrimidin-4-one

2-{[(4-methylphenyl)methyl]sulfanyl}-5-(morpholin-4-ylmethyl)-1,4-dihydropyrimidin-4-one
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CB-0034 ‘ C1gHo3N302S ‘ 345.4669 CB-0044 ‘ C17Hp1FN4OS ‘ 348.4455
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2-{[(3,5-dimethylphenyl)methyl]sulfanyl}-5-(morpholin-4-ylmethyl)-1,4-dihydropyrimidin-4-one

2-{[(4-fluorophenyl)methyl]sulfanyl}-5-[(4-methylpiperazin-1-yl)methyl]-1,4-dihydropyrimidin-4-one|
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2-{[(4-methylphenyl)methyl]sulfanyl}-5-[(4-methylpiperazin-1-yl)methyl]-1,4-dihydropyrimidin-4-on
e

2-{[(3,5-dimethylphenyl)methyl]sulfanyl}-5-[(4-methylpiperazin-1-yl)methyl]-1,4-dihydropyrimidin-
4-one
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5-{[(4-bromophenyl)methyl]sulfanyl}-2-ethyl-8,9-dimethoxy-[1,2,4]triazolo[1,5-c]quinazoline

2-ethyl-5-{[(4-fluorophenyl)methyl]sulfanyl}-8,9-dimethoxy-[1,2,4]triazolo[1,5-c]quinazoline
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5-{[(3,5-dimethylphenyl)methyl]sulfanyl}-2-ethyl-8,9-dimethoxy-[1,2,4]triazolo[1,5-c]quinazoline

2-[({2-ethyl-8,9-dimethoxy-[1,2,4]triazolo[1,5-c]quinazolin-5-yl}sulfanyl)methyl]pyridine

hydrochloride
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CB-0058 Cy7H17CIN4O» 344.8036 CB-0060 C1gH2oN402 324.3857
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ethyl 4-{[(4-chlorophenyl)methylJamino}-1-methyl-1H-pyrazolo[3,4-b]pyridine-5-carboxylate

ethyl 1-methyl-4-{[(4-methylphenyl)methyl]amino}-1H-pyrazolo[3,4-b]pyridine-5-carboxylate
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ethyl 1-methyl-4-[(thiophen-2-ylmethyl)amino]-1H-pyrazolo[3,4-b]pyridine-5-carboxylate

ethyl 4-{[(2,4-dichlorophenyl)methylJamino}-1-methyl-1H-pyrazolo[3,4-b]pyridine-5-carboxylate

CB-0072 CpoH18CIoN402S 449.3621 CB-0074 CyoH1gCIFN40,S 432.9075
Heteroatoms Heteroatoms

9.0000] 9.0000]

CH, Halogen atoms CH Halogen atoms
l\/l/\( 2,0000 N /( s 2,0000

H C,O N/N rotatable bonds o i \/N rotatable bonds
H3C /)\ 6.0000) H,C” N 6.0000
370 N S H-bond acceptors HSC\o N)\S al H-bond acceptors
5.0000| 5.0000]|

H-bond donors H-bond donors
al 0.0000) 0.0000)

& LogP F LogP
5.9805| 5.6020|
Melting_Point LIST 350 comments Melting_Point LIST 350 comments

5-{[(3,4-dichlorophenyl)methyl]sulfanyl}-2-ethyl-8,9-dimethoxy-[1,2,4]triazolo[1,5-c]quinazoline

5-{[(2-chloro-6-fluorophenyl)methyl]sulfanyl}-2-ethyl-8,9-dimethoxy-[1,2,4]triazolo[1,5-c]quinazolin|
e
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2-ethyl-8,9-dimethoxy-5-[(2-phenylethyl)sulfanyl]-[1,2,4]triazolo[1,5-c]quinazoline

11-chloro-5,11-dihydro-6H-dibenzo[b,e]azepin-6-one
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methyl 8-(benzyloxy)-4-(2-hydroxyethyl)-2-naphthoate methyl .
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S$S-3227 ‘ CqgH18F3NO3 353.3443 S$S-3253 CgHyBroSy 324.0571
Heteroatoms Heteroatoms
7.0000] 4.0000|
Halogen atoms Halogen atoms
3.0000 2.0000]
HO. rotatable bonds rotatable bonds
\©\ . 40000 Br Br 1.0000
N O>< H-bond acceptors| A Vi H-bond acceptors|
O\ /©/ FoF 3.0000 | s s | 0.0000
(e] H-bond donors H-bond donors
1.0000] 0.0000|
LogP LogP
4.6599 3.8980
Melting_Point LIST 350 comments Melting_Point LIST 350 comments
4-{4-[4-(trifluoromethoxy)phenoxy]piperidino}benzenol 3-bromo-2-(3-bromothiophen-2-yl)thiophene
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2-chloro-N-[4-chloro-2-(2-chlorobenzoyl)phenyl]acetamide diethyl 4-[(4-bromo-2-cyanoanilino)carbonyl]benzylphosphonate
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N-[6-(ethylsulfanyl)-8-hydroxy-2-phenylhexahydropyrano[3,2-d][1,3]dioxin-7-ylJacetamide

7-(bromomethyl)-9-isopropyl-3,4-dimethyl-2-phenyl-1,6-dioxa-4-azaspiro[4.4]nonane
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$S-3339 ‘ C1gH1gBrNO, ‘ 360.2537 S$S-3348 ‘ C15H3005Si 318.4894
Heteroatoms Heteroatoms
4.0000| 6.0000)
Halogen atoms Halogen atoms
1.0000] 0.0000|
O O rotatable bonds rotatable bonds
. 6.0000] 8.0000|
H-bond acceptors| H-bond acceptors|
2.0000] 5.0000|
H-bond d H-bond d
Br/\/\N/gO ond donors ond donors
H 1.0000] 0.0000|
LogP LogP
3.9442
Melting_Point LIST 350 ‘commems Melting_Point ‘LIST 350 comments
9H-fluoren-9-ylmethyl N-(3-bromopropyl)carbamate methyl 3-{[tert-butyl(dimethyl)silylJoxy}-2-(tetrahydro-2H-pyran-2-yloxy) propanoate
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(135)-3-(benzylo><y)-l3-melhyl-6,7,8,9,11,12,liz,ril:»octahydro-17H-cyclopema[a]phenamhren-l7- potassium 2-cyclopropyl-2-oxoacetate
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3H-imidazo[4,5-b]pyridin-4-ium-4-olate; acetic acid 4-[[(2,4-diamino-6-pteridinyl)methyl](methyl)amino]benzenecarboxylic acid
SS-3414 Cp1HeF204S 412.4998 SS-3417 C1gHp3NO, 285.3895
Heteroatoms Heteroatoms
7.0000] 3.0000]
Halogen atoms Halogen atoms
2.0000] 0.0000|
rotatable bonds rotatable bonds
1.0000] 1.0000]
H-bond acceptors| H-bond acceptors|
4.0000| 9 3.0000|
H-bond donors CH H-bond donors
3.0000] 0.0000|
LogP LogP
1.6507| 2.5116
Melting_Point comments Melting_Point LIST 350 comments

‘LIST 250

(6S,9R,10S,11S,13S,16R,17R)-6,9-difluoro-11,17-dihydroxy-10,13,16-trimethyl-3-ox0-6,7,8,9,10,
11,12,13,14,15,16,17-dodecahydro-3H-cyclopenta[a]phenanthrene-17-carbothioic S-acid

(1R,9S,14S)-6-methoxy-15-methyl-15-azatetracyclo[7.5.3.0~3,8~.0~9,14~]heptadeca-3,5, 7-trien-

2-one

Novel chemistry for your drug discovery requirements



For updates please visit www.keyorganics.net
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4-(3-fluorophenyl)-2-piperazinoquinoline 4-[2-(1-bromoethyl)-4-oxo-3(4H)-quinazolinyl]benzenecarbonitrile
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Achiral center(s)

methyl 2-{[2-(methoxycarbonyl)phenyl]disulfanyl}benzenecarboxylate
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