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5B-009 CgHgNS 151.2316 8R-0046 C10Hg03 176.1735
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
0.0000| 2.0000|
H-bond acceptors H-bond acceptors
H 0.0000| 3.0000]
N H-bond donors AN O-CH, H-bond donors
©i j 1.0000 Jd o 0.0000
S LogP LogP
1.3900| 1.4915|
Purity Purity
>95% >90%
LogS TPSA LogS TPSA
12.027 -3.36486 39.44
3,4-dihydro-2H-1,4-benzothiazine methyl 1-benzofuran-2-carboxylate
FG-0718 CgHgINO3 293.0623 GG-0221 CgH7INy 270.0739
Halogen atoms Halogen atoms
1.0000| 1.0000|
rotatable bonds rotatable bonds
3.0000] 0.0000|
| H-bond acceptors H-bond acceptors
CH 3.0000 NH, 1.0000)
H,C / \ o ® H-bond donors N H-bond donors
4 l/\l 1.0000| _ 1.0000|
o LogP | LogP
0.8778| 2.6102
Purity Purity
>97%i >97%i
LogS TPSA LogS TPSA
59.167 38.915
methyl 5-acetyl-4-iodo-1H-pyrrole-2-carboxylate 3-iodoquinolin-8-amine
GG-0702 CgHgO3 128.1289 HG-0008 C43H14N202 230.2687
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000| 2.0000|
H-bond acceptors o) H-bond acceptors
OH CH, 3.0000) 3.0000)
H-bond donors N NH H-bond donors
° ° 1.0000| 1.0000|
LogP o LogP
0.9622] 0.5091
Purity Purity
>95%| >95%|
LogS TPSA LogS TPSA
54.37 49.407
1-acetylcyclopropane-1-carboxylic acid 5-benzyl-octahydropyrrolo[3,4-c]pyrrole-1,3-dione
HG-0023 C7HgBrCIF 2234733 HG-0044 CygH11NO4 209.2035
Halogen atoms Halogen atoms
3.0000] 0.0000|
rotatable bonds rotatable bonds
1.0000| 5.0000]
Br H-bond acceptors H-bond acceptors
0.0000 0 5.0000
Cl H-bond donors O/CH3 H-bond donors
0.0000 K 2.0000)
F LogP HO HO™ LogP
3.5893] 1.6193|
Purity Purity
>95%) >97%i
LogS TPSA LogS TPSA
0 79.125

1-bromo-2-(chloromethyl)-4-fluorobenzene

methyl (2E)-2-(N-hydroxyimino)-3-(4-hydroxyphenyl)propanoate
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HG-0050 C40H10BrNO4 288.0995 HG-0221 CgH7IN,O 286.0733
Halogen atoms Halogen atoms
1.0000| 1.0000|
rotatable bonds rotatable bonds
5.0000| 0.0000|
H-bond acceptors | H-bond acceptors
O 5.0000 N 2.0000
Br O/CH3 H-bond donors | A H-bond donors
& 2.0000| N~ N 0.0000|
HO HO”™ LogP %CHa LogP
24111 o 29864
Purity Purity
>97%| >97%|
LogS TPSA LogS TPSA
79.125 34.897
methyl 3-(3-bromo-4-hydroxyphenyl)-2-(hydroxyimino)-propanoate 4-lodo-1-acetyl-7-azaindole
HG-0706 CgH42N205 180.2082 HG-0707 C43H25CIN2Oo 276.8094
Halogen atoms Halogen atoms
0.0000| 1.0000|
rotatable bonds rotatable bonds
2.0000|
H-bond acceptors H H-bond acceptors
3.0000 0 CiH 3.0000
H H-bond donors O)k H-bond donors
Q NH, 2.0000 N 1.0000)
CH, CH, O LogP H,C——CH TogP
1.0819 CH, 1.2481
Purity Purity
>97%i >95%)
LogS TPSA LogS TPSA
64.35 41.57
3-methoxy-2-methylbenzohydrazide tert-butyl 2,6-diazaspiro[4.5]decane-6-carboxylate hydrochloride
HG-0708 CgHgCloN30o 2220317 HG-0710 Cq5H2oNy 230.3560
Halogen atoms Halogen atoms
2.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000| 2.0000|
c o H-bond acceptors H H-bond acceptors
4.0000| 2.0000|
H,N _CH.
2 NO ® H-bond donors H-bond donors
NN 1.0000| N 1.0000|
\g LogP LogP
1.3464| 1.9537|
Purity Purity
>97%| >97%|
LogS TPSA LogS TPSA
78.112 15.265
methyl 6-amino-2,5-dichloropyrimidine-4-carboxylate 6-benzyl-2,6-diazaspiro[4.5]decane
KG-0002 C4oHgO2 160.1741 KG-0017 C4HggN20, 212.2943
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000| 2.0000|
H-bond acceptors o H-bond acceptors
2.0000 HN@N% 3.0000
H-bond donors o H-bond donors
1.0000 s 1.0000
fo) OH LogP H,C CH, LogP
1.9977| 0.1721
Purity Purity
>97%i >97%i
LogS TPSA LogS TPSA

37.299

41.57

1H-indene-3-carboxylic acid

tert-butyl octahydropyrrolo[3,4-c]pyrrole-2-carboxylate
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KG-0028 CgHgBrNO,4 274.0724 KG-0700 C7HgCINO, 173.6003
Halogen atoms Halogen atoms
1.0000| 1.0000|
rotatable bonds rotatable bonds
4.0000| 2.0000|
H-bond acceptors CH H-bond acceptors
o 5.0000 s 3.0000
Br H-bond donors H-bond donors
OH Ny oH
N 3.0000] | 1.0000|
HO HO™ LogP o N LogP
2.3794 0.8354|
Purity Purity
>97%| >97%|
LogS TPSA LogS TPSA
90.119 42.354
3-(3-bromo-4-hydroxyphenyl)-2-(hydroxyimino)propanoic acid (6-chloro-4-methoxypyridin-3-yl)methanol
KG-0701 Cy4H1gFNO 191.2069 KG-0703 CgHgINO, 277.0629
Halogen atoms Halogen atoms
1.0000| 1.0000|
rotatable bonds rotatable bonds
2.0000| 1.0000|
H-bond acceptors o H-bond acceptors
— 1.0000| | 2.0000|
N/ H-bond donors = CH, H-bond donors
@[ 1.0000| | 1.0000|
F OH LogP o H CHy LogP
2.5823| -0.8366
Purity Purity
>97%i >95%)
LogS TPSA LogS TPSA
25.162 49.933
[1-(2-fluorophenyl)-1H-pyrrol-2-yljmethanol 5-acetyl-3-iodo-6-methyl-1,2-dihydropyridin-2-one
KG-0710 C43HgN205 224.2209 KG-0711 C7HgCINO, 171.5844
Halogen atoms Halogen atoms
0.0000| 1.0000|
rotatable bonds rotatable bonds
2.0000| 2.0000|
H-bond acceptors H.C H-bond acceptors
4.0000| 370 o 3.0000]
//N H-bond donors | H-bond donors
X
7 1.0000) \ 0.0000
SN (0] LogP cl N LogP
2.3816| 1.0462|
OH Purity Purity
>97%| >97%|
LogS TPSA LogS TPSA
73.983 39.197
3-cyano-4-phenylpyridine-2-carboxylic acid 6-chloro-4-methoxypyridine-3-carbaldehyde
KG-0713 CgH7CIINO 295.5085 KG-0715 CgH7CIF3NO, 253.6098
Halogen atoms Halogen atoms
2.0000| 4.0000|
rotatable bonds rotatable bonds
1.0000| 3.0000]
H-bond acceptors F Cl H-bond acceptors
o 2.0000 F 3.0000
| = CH3 H-bond donors F ‘ ~ H-bond donors
| 0.0000) N 0.0000
Cl N CH, LogP o\/CHa LogP
2.8387 3.0721
Purity Purity
>97%i >95%)
LogS TPSA LogS TPSA

29.963

39.197

1-(6-chloro-5-iodo-2-methylpyridin-3-yl)ethan-1-one

ethyl 4-chloro-5-(trifluoromethyl)pyridine-2-carboxylate
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KG-0717 CgH7CIoNOy 220.0565 KG-0719 C7H3CIF3NO, 225.5557
Halogen atoms Halogen atoms
2.0000| 4.0000|
rotatable bonds rotatable bonds
3.0000] 1.0000|
H-bond acceptors F Cl H-bond acceptors
o 3.0000 F 3.0000
-| S -|
= O/\CH3 H-bond donors F ‘ H-bond donors
o | 0.0000 NP 1.0000)
c” N el LogP o LogP
2.5847| 2.6979
Purity Purity
>95%| >97%|
LogS TPSA LogS TPSA
39.197 50.191
ethyl 2,6-dichloropyridine-3-carboxylate 4-chloro-5-(trifluoromethyl)pyridine-2-carboxylic acid
LG-0700 CgH7IN,0 286.0733 LG-0705 CgHgBrOg 245.0743
Halogen atoms Halogen atoms
1.0000| 1.0000|
rotatable bonds rotatable bonds
0.0000| 3.0000]
cH H-bond acceptors H-bond acceptors
| 3 2.0000 0 3.0000
z NN H-bond donors Br O/\CH H-bond donors
‘ _ 1.0000 N 1.0000
o H LogP OH LogP
1.6134| 2.6266|
Purity Purity
>97%i >97%i
LogS TPSA LogS TPSA
45.754 46.53
3-iodo-5-methyl-1,2-dihydro-1,6-naphthyridin-2-one ethyl 5-bromo-2-hydroxybenzoate
LG-0706 C10H7CIO3 210.6185 LG-0709 C7HgN40 164.1680
Halogen atoms Halogen atoms
1.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000| 1.0000|
H-bond acceptors H-bond acceptors
cl 3.0000 HBC/O\(N\ NH, 4.0000
och3 H-bond donors N_ H-bond donors
S 0.0000 SN 1.0000
o} o LogP CH, LogP
2.0095| 0.7708|
Purity Purity
>95%| >97%|
LogS TPSA LogS TPSA
39.445 84.83
methyl 4-chloro-1-benzofuran-2-carboxylate 4-amino-2-methoxy-6-methylpyrimidine-5-carbonitrile
LG-0710 CgH11FN,O 182.1992 LG-0711 CgH1gINO, 291.0899
Halogen atoms Halogen atoms
1.0000| 1.0000|
rotatable bonds rotatable bonds
1.0000| 2.0000|
H-bond acceptors o) H-bond acceptors
NH 1.0000 | 3.0000
N\H/CHS H-bond donors - | CHy H-bond donors
o 2.0000 0" SN eh, 0.0000
F CH, LogP " LogP
0.7190 ¢ 2.3959
Purity Purity
>95%) >97%i
LogS TPSA LogS TPSA

55.121

39.197

N-(2-amino-4-fluoro-6-methylphenyl)acetamide

1-(5-iodo-6-methoxy-2-methylpyridin-3-yl)ethan-1-one
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LG-0713 C4oH17N30 219.2888 LG-0714 CgH4q5N305 197.2388
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
0.0000| CH, 2.0000|
H-bond acceptors 4 H-bond acceptors
cH 2.0000) | N 3.0000
® H-bond donors H,N N H-bond donors
=
_ /N~H 2.0000| O\RO 1.0000|
07NN LogP )(CH3 LogP
H 1.5797 HCTL, 1.6401
Purity 3 Purity
>95%| >95%|
LogS TPSA LogS TPSA
57.781 70.154
7'-methyl-2',3',4',6'-tetrahydrospiro[cyclohexane-1,1'-pyrazolo[3,4-b]pyridine]-3'-one tert-butyl 5-amino-3-methyl-1H-pyrazole-1-carboxylate
LG-0715 CgHgN30 163.1804 LG-0717 CgHgBrN,Oy 245.0771
Halogen atoms Halogen atoms
0.0000| 1.0000|
rotatable bonds rotatable bonds
0.0000| 3.0000]
H-bond acceptors o H-bond acceptors
OH 3.0000 Br. _CH, 3.0000
= N/N\ H-bond donors = o H-bond donors
- MCHs 1.0000) N 1.0000)
H,C™ °N LogP &H LogP
1.1284 ° 1.3858
Purity Purity
>95%) >97%i
LogS TPSA LogS TPSA
50.427 51.224
2,5-dimethylpyrazolo[1,5-a]pyrimidin-7-ol methyl 5-bromo-6-(methylamino)pyridine-3-carboxylate
LG-0720 C7HgFIO 2520281 LG-0722 CgHgINO3 303.0575
Halogen atoms Halogen atoms
2.0000| 1.0000|
rotatable bonds rotatable bonds
1.0000| 2.0000|
OH H-bond acceptors| o) o) H-bond acceptors
1.0000) H,C 4.0000
H-bond donors OH H-bond donors
1.0000| 1.0000|
LogP N2 LogP
F 2.9082 26147
Purity Purity
>95%| >95%|
LogS TPSA LogS TPSA
20.228 70.325
(4-fluoro-3-iodophenyl)methanol methyl 5-cyano-2-hydroxy-3-iodobenzoate
LG-0723 C4gH7BroOg 255.0695 LG-0727 CgHgNO3 179.1770
Halogen atoms Halogen atoms
1.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000| 2.0000|
H-bond acceptors H-bond acceptors
NP 3.0000 P on, 4.0000
H-bond donors N o H-bond donors
o o 0.0000 N 0.0000
Br LogP o) LogP
2.2833| 1.5741
Purity Purity
>90%) >97%i
LogS TPSA LogS TPSA

39.445

48.431

methyl 7-bromo-1-benzofuran-2-carboxylate

ethyl 3-formylpyridine-2-carboxylate
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LG-0730 C7H5CIFI 270.4737 LG-0731 Cq4H7F303 2441718
Halogen atoms Halogen atoms
3.0000] 3.0000]
rotatable bonds rotatable bonds
1.0000| 2.0000|
Cl H-bond acceptors H-bond acceptors
0.0000| F F 3.0000]
H-bond donors O-CH, H-bond donors
0.0000 F b 0.0000
LogP o o LogP
F 4.0549 2.3743)
Purity Purity
>95%| >95%|
LogS TPSA LogS TPSA
0 39.445
4-(chloromethyl)-1-fluoro-2-iodobenzene methyl 5-(trifluoromethyl)-1-benzofuran-2-carboxylate
LG-0732 180.2326 LG-0738 CyoH1204 220.2270
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000| 4.0000|
H-bond acceptors| O-CH, H-bond acceptors|
HSC/S\(N\ NH, 3.0000 N 4.0000
N_ H-bond donors o o H-bond donors
Y 1.0000) o 0.0000
CH, LogP I LogP
1.1141 CH, 1.5813|
Purity Purity
>97%i >97%i
LogS TPSA LogS TPSA
75.599 48.679
4-amino-6-methyl-2-(methylsulfanyl)pyrimidine-5-carbonitrile methyl 7-ethoxy-1-benzofuran-2-carboxylate
LG-0740 C4oH7ClO3 210.6185 LG-0743 Cq2H1202 188.2282
Halogen atoms Halogen atoms
1.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000| 2.0000|
H-bond acceptors H-bond acceptors
3.0000] 2.0000|
O-CH
/©f\>_< 3 H-bond donors G J CH, H-bond donors
cl Jd o 0.0000 d o 0.0000
LogP LogP
2.0095| 1.9334|
Purity Purity
>97%| >97%|
LogS TPSA LogS TPSA
39.445 30.211
methyl 6-chloro-1-benzofuran-2-carboxylate 1-(5-ethyl-1-benzofuran-2-yl)ethan-1-one
LG-0744 C7HgINOg 279.0352 LG-0745 Cq1H7F303 2441718
Halogen atoms Halogen atoms
1.0000| 3.0000]
rotatable bonds rotatable bonds
2.0000| 2.0000|
H-bond acceptors H-bond acceptors
O-CH,
o 4.0000 N\ 3.0000
I i BN OH H-bond donors lo} o H-bond donors
P _CH, 1.0000| E E 0.0000|
[Nige} LogP P LogP
2.6013| 2.3743|
Purity Purity
>97%i >95%)
LogS TPSA LogS TPSA

59.425

39.445

5-iodo-2-methoxypyridine-3-carboxylic acid

methyl 7-(trifluoromethyl)-1-benzofuran-2-carboxylate
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LG-0747 C10HgIN2O 300.1004 LG-0748 CgH7BrNo,O 239.0729
Halogen atoms Halogen atoms
1.0000| 1.0000|
rotatable bonds rotatable bonds
1.0000| 1.0000|
CH, H-bond acceptors| H-bond acceptors|
| 3.0000 N o] 1.0000
Z ‘ =N H-bond donors H-bond donors
O SN 0.0000 Br N N 2.0000
T
CH, LogP H LogP
3.6417| 1.2094|
Purity Purity
>97%| 90%)
LogS TPSA LogS TPSA
35.018 58.885
3-iodo-2-methoxy-5-methyl-1,6-naphthyridine 6-bromo-1H-indole-2-carboxamide
NE-0702 CgH7CINg 158.5913 $5-3591 Cy3Hq2FNO 217.2451
Halogen atoms Halogen atoms
1.0000| 1.0000|
rotatable bonds rotatable bonds
1.0000|
H-bond acceptors o H-bond acceptors
AN -NH, 3.0000 2.0000
CIH H-bond donors H-bond donors
NTON 1.0000 « 0.0000)
v LogP SN LogP
0.2382 F 3.0462
Purity Purity
>95%) >95%)
LogS TPSA LogS TPSA
75.659 40.863
pyrimidine-2-carboximidamide hydrochloride 1-(4-fluorophenyl)-4-oxocyclohexanecarbonitrile
SS-3619 CgHgBrF 203.0554 S$S-4400 CgH7BrNy0,S, 319.2003
Halogen atoms Halogen atoms
2.0000| 1.0000|
rotatable bonds rotatable bonds
1.0000| 3.0000]
CH, H-bond acceptors| o H-bond acceptors
0.0000| _ 3.0000]
F H-bond donors Of% Br H-bond donors
0.0000| S\///NH 1.0000|
LogP &N LogP
Br 3.8414 2.8873)
Purity Purity
>95%| >97%|
LogS TPSA LogS TPSA
0 59.061
4-bromo-1-ethyl-2-fluorobenzene 4-bromo-N-(1,3-thiazol-2-yl)benzene-1-sulfonamide
$5-4402 CqgHgFNO 177.1798 $5-4403 CgHzBrN»O 239.0729
Halogen atoms Halogen atoms
1.0000| 1.0000|
rotatable bonds rotatable bonds
1.0000| 1.0000|
H-bond acceptors H-bond acceptors
N 2.0000 Br 3.0000
~ H-bond donors Hac/o N\ X H-bond donors
HC., = 0.0000) \ 0.0000)
(0] F AN
LogP N LogP
2.0228| 2.4609)|
Purity Purity
>97%i >95%)
LogS TPSA LogS TPSA
22.126 35.018

3-fluoro-6-methoxyquinoline

8-bromo-2-methoxy-1,5-naphthyridine
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SS-4406 ‘ C16H13CIN2O ‘ 284.7478 S$S-4407 C14HgBrO3 269.0966
Halogen atoms Halogen atoms
1.0000| 1.0000|
rotatable bonds rotatable bonds
H O 1.0000| 5.0000|
N H-bond acceptors| H-bond acceptors
O ﬁCHa 2.0000 Br o 3.0000
cl _—N H-bond donors ™ O\CH H-bond donors
1.0000 ) 3 0.0000
LogP LogP
O 3.3001 2.5135|
Purity Purity
>97%| >95%|
LogS ‘TPSA LogS TPSA
41.462 43.376
7-chloro-3-methyl-5-phenyl-2,3-dihydro-1H-1,4-benzodiazepin-2-one methyl (3E)-4-(2-bromophenyl)-2-oxobut-3-enoate
$5-4410 Cy4H1g03 234.2978 $S-4417 C44H12BrNO, 270.1278
Halogen atoms Halogen atoms
0.0000| 1.0000|
rotatable bonds rotatable bonds
5.0000] 4.0000|
o) H-bond acceptors H-bond acceptors
3.0000] Br (oN 3.0000]
o H-bond donors CH, H-bond donors
HC CH 0.0000 -CH, 0.0000
o 3 . = 0o .
HC \on, LogP N LogP
3.3379 2.5268|
Purity Purity
>97%i >97%i
LogS TPSA LogS TPSA
234.295 42.26
4-propanoylphenyl 2,2-dimethylpropanoate 3-(2-bromo-4,5-dimethoxyphenyl)propanenitrile
S$S-4420 C7H7CINy 154.6002 S$S-4421 C4oH7NO3 ‘ 223.2742
Halogen atoms Halogen atoms
1.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000| 4.0000|
H-bond acceptors CH, H-bond acceptors
ClNH 1.0000) MeCJFCHe 3.0000
NH, H-bond donors @NTO H-bond donors
1.0000| o) 1.0000|
LogP 9 LogP
1.7412] CH, 2.1019|
Purity Purity
>97%| >97%|
LogS TPSA LogS TPSA
49.875 47.566
2-chlorobenzenecarboximidamide tert-butyl N-(2-methoxyphenyl)carbamate
$S-4425 CgH12CIF N 207.6525 $5-4426 C45H11FNO, 270.2655
Halogen atoms Halogen atoms
3.0000] 1.0000|
rotatable bonds rotatable bonds
HO 3.0000]
H-bond acceptors H-bond acceptors
1.0000| o 3.0000]
F. H-bond donors \N H-bond donors
:@2‘\’\“2 1.0000 N 1.0000
F CH LogP \\©\ LogP
2.6330) F 3.4005|
Purity Purity
>97%i >97%i
LogS TPSA

26.023

LogS ‘TPSA

55.125

(18)-1-(3,4-difluorophenyl)propan-1-amine hydrochloride

1-[(4-fluorophenyl)methyl]-1H-indazole-3-carboxylic acid
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SS-4441 CgHzBrCIN 242.5039 SS-4442 CgHgBrNO 224.0583
Halogen atoms Halogen atoms
2.0000| 1.0000|
rotatable bonds rotatable bonds
0.0000| 0.0000|
H-bond acceptors H-bond acceptors
Br 1.0000| Br H 1.0000|
N\ Cl H-bond donors N_O H-bond donors
0.0000| 1.0000|
Z LogP Z LogP
3.8165) 1.9616|
Purity Purity
>97%| >97%|
LogS TPSA LogS TPSA
12.892 32.862
8-bromo-2-chloroquinoline 8-bromo-1,2-dihydroquinolin-2-one
$S-4449 CgH12CI3N 2405617 $S-4454 CgHgN30 139.1581
Halogen atoms Halogen atoms
3.0000] 0.0000|
rotatable bonds rotatable bonds
1.0000|
H,C H-bond acceptors, /CH3 H-bond acceptors|
1.0000| N-N 2.0000|
Cl NH, H-bond donors | /) —NH, H-bond donors
1.0000| 1.0000|
cl LogP (0] LogP
H,C
CH 3.3900 3 -0.9115)
Purity Purity
>97%i >97%i
LogS TPSA LogS TPSA
26.023 60.92
(1R)-1-(3,4-dichlorophenyl)propan-1-amine hydrochloride 1-(5-amino-1-methyl-1H-pyrazol-4-yl)ethan-1-one
$8-4455 C45H17NO2 243.3082 $8-4457 C4H5N30 111.1040
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
2.0000| 0.0000|
H-bond acceptors H-bond acceptors
o 2.0000 OH 4.0000
Ow CH, H-bond donors NTX CH, H-bond donors
O—~CH, 0.0000 I 1.0000
CH, LogP N~ LogP
2.9218| 0.7025|
Purity Purity
>97%| >97%|
LogS TPSA LogS TPSA
29.543 58.904
tert-butyl 11-azatricyclo[6.2.1.0%2,7}Jundeca- 2,4,6,9-tetraene-11-carboxylate 6-methyl-1,2,4-triazin-5-ol
$5-4460 CgH4BrN3S 230.0869 $S-4464 CygH1204 196.2047
Halogen atoms Halogen atoms
1.0000| 0.0000|
rotatable bonds rotatable bonds
0.0000| 4.0000|
H-bond acceptors o H-bond acceptors
2.0000| 4.0000|
N el
‘ \>7NH2 H-bond donors H,C OH H-bond donors
Br X S 1.0000| 1.0000|
LogP Hacfo LogP
2.2005| 1.1721
Purity Purity
>97%i >97%i
LogS TPSA LogS TPSA

51.807

55.767

5-bromo-[1,3]thiazolo[5,4-b]pyridin-2-amine

methyl 2-(4-hydroxy-2-methoxyphenyl)acetate
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SS-4465 C4oHo3NO3 229.3220 10N-311S C14HgoN2028 244.3583
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
4.0000| 3.0000]
H-bond acceptors s H-bond acceptors
o O-CH, 3.0000 3.0000
CH3>‘NC>_/ H-bond donors NH, H-bond donors
Hac+° 0.0000 RS o N 1.0000
CH, LogP H,C CHI LogP
1.1753 ¢ 1.0120)
Purity Purity
>95%|
LogS TPSA LogS TPSA
38.777
tert-butyl 4-(methoxymethyl)piperidine-1-carboxylate tert-butyl 4-carbamothioylpiperidine-1-carboxylate
GA-0859 C45H16CINO, 277.7533 9P-759 ‘ C4gHgN20 172.1881
Halogen atoms Halogen atoms
1.0000| 0.0000|
rotatable bonds rotatable bonds
3.0000] 2.0000|
cl H-bond acceptors N H-bond acceptors
2.0000 /A 2.0000
O ' H-bond donors N H-bond donors
[‘\] o/\CHS - 1.0000| 0.0000|
o ogP _o LogP
3.0290) 2.0534|
Purity Purity
LogS TPSA LogS TPSA
ethyl 6-chloro-2,3,4,9-tetrahydro-1H-carbazole-1-carboxylate 3-(1H-imidazol-1-yl)benzaldehyde
10Z-0807 C14H1oN202 ‘ 238.2480 LG-0016 C14H1203 228.2499
Halogen atoms Halogen atoms
0.0000| 0.0000|
rotatable bonds rotatable bonds
1.0000| CH 3.0000]
H-bond acceptors c‘) 3 o H-bond acceptors
O 3.0000] 3.0000]
H-bond donors OH H-bond donors
HO O \ (o] 2.0000| O 1.0000|
N*u LogP O LogP
2.6407 3.1767|
Purity Purity
LogS TPSA LogS

‘TPSA

4-(4-hydroxyphenyl)-1,2-dihydrophthalazin-1-one

methyl 2-hydroxy-5-phenylbenzoate
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