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List of building blocks that your methodology will be screened against.

Structure

1 5-bromopyrimidine MFCD00006117 | 4595-59-9 <\:}
2 4-bromo-3,5-dimethylisoxazole MFCD00068187 10558-25-5 E‘/
3 1-bromoisoquinoline MFCDO00234478 1532-71-4 i h
4 3[)(rigfggﬁﬁg”midi”'2' MFCD00483251 | 84539-22-0 BV\Q\O
5 6-bromoquinoxaline MFCDO00837757 | 50998-17-9 /@[j
6 ﬁe?g?é’h:ngaef;{ém MFCD00839528 | 49572-60-3 . ,Z@
7 4-bromo-2-(piperidin-1-yl)pyridine MFCD01646272 | 24255-98-9 i' 0

3 gi;);?irrrr\]%;rgpyrrolopﬁ- MECD01877574 ; 75791-49- / | ;
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CAS No.

Structure

-592- ~
9 | 5-bromo-2-isopropoxybenzonitrile | MFCD02257441 ?15832 52 -
10 | >bromo-2-methyl-6-nitro-2h- MFCD02666041 | 74209-41-9 SR
indazole i
11 | 6-bromo-1h-indazole MFCD03265457 | 79762-54-2 \/
12 2-acetylar_n|_no-5-bromo-6- MECD03909755 142404-84- i' J\
methylpyridine 0 S
13 | 2-bromo-4-methylpyrimidine MFCD04037883 é30645'48' CL/'k
. O
14 | 4-(4-bromophenyl)morpholine MFCDO04112483 | 30483-75-1 @
4-bromo-1,5-dimethyl-3- 721402-02- g
15 (trifluoromethyl)-1h-pyrazole MFCD04972688 4 JT?L
732306-26- )
2-bromo-5- 2 : 7(@///
L (trifluoromethyl)phenylacetonitrile DT 875664-34- x
9
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Structure

17 | 1-boc-3-bromo-5-cyanoindole MFCDO5864766 | o 010 12" \@?OL

18 | 2-bromo-4-methoxypyridine MFCD06254613 | 89488-29-9 | ;

19 | 2-bromo-1,5-dimethyl-1h-imidazole | MFCDO06659902 535426‘31 - /4}

20 | N-boc-2-amino-5-bromothiazole MFCDO7368614 | 00000 9% ; [%)L%
i

21 | 4-bromo-3,5-dimethylbenzonitrile MFCDO07369910 | 75344-77-3 )il

22 | 4-bromoquinoline MFCD07644514 | 3964-04-3 | :

23 | 4-bromo-2-(trifluoromethyl)pyridine | MFCD07774089 287583'90' |:: :

24 | 1-(5-bromopyridin-2-yl)ethanol MFCDO07776421 ;59533'68' E' (- r
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Structure

25 | 3-bromo-7-methyl-1h-indole MFCDO07787385 203131'21' @
o || ZMemeSEneadi- MFCDO08436697 | 53645-95-7 (I
thiadiazole
27 6-bro_m.o-[1 ,2,4]triazolo[4,3- MECD08689506 108281-79- /]:j/
alpyridine 4 NN
28 g'br°m°'3h'oxazo'°[4’5'b]py”di”' MFCDO08689590 | 21594-52-5 D=
-one =~
29 | 4-bromopyridazine MFCD08690718 115514‘66' @
30 | 6-bromoquinolin-2(1h)-one MFCD08703169 | 1810-66-8 m
31 | 2-bromo-3-methylpyrazine MFCD08705769 1 20984-76- BIN]
1-tert-butyl 2-ethyl 5-bromo-1h- 937602-51- o
32| indole-1,2-dicarboxylate MFCD09027164 | kﬁQ
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(07X \\ [} Structure

33 | 4-bromobenzo[djisoxazole MFCDO9027766 | 3,200+ C@
34 | 5-bromo-6-methylisoquinoline MFCD09264577 (1511?298- \@@
35 gﬁmr;;jt;gmidazon ,2-a]:§$argir::: > MFCD09701262 249922'61 - “‘EQ—\{JF
7(8h)-carboxylate '

36 | 5-bromoisoindolin-1-one MFCD09701292 252330'86' Q{
37 | 6-bromopyrazolo[1,5-a]pyrimidine MFCD09832894 305263'1 0- C}\j
38 | 3-bromo-2-methoxybenzonitrile MFCD09834773 ?74472'98' @;
39 | oo metmoyimidazell® | wrcDosess0se | 63744-25-2 _Q@
40 | 6-bromo-2-methylnicotinonitrile MFCD09839266 ;80:’ - h : I
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Structure

a1 5?)-23?;6; I—methyl-1 h-imidazol-2- MFCD09864833 261 362-06- \),:1}
42 | 5-bromo-1-methyl-1h-indazole MFCD09878568 ‘1‘65529'57' /L@
5 amreen oo | RO | O
a4 g;]t;romo-1 ,2-dihydro-3h-indazol-3- MECD10697926 | 7364-27-4 >\:<j/
a5 g]'g;‘r’gi’r;;'methymh'imidaz°[4’5' MFCD11043997 | 55635-64-8 E, KI?
46 | 7-bromo-2-methylquinazoline MFCD11044811 352331'87' YQ@( B'
47 | 4-bromo-2-cyclopropylpyrimidine | MFCD11223249 ;g?g‘%“ g)—ﬁ
48 | 3-bromo-6-cyclopropylpyridazine MFCD11223464 184?? 816- Br~©—<|
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Structure

49 7-brolm.o-2-methylimidazo[1,2- MFCD11226901 1194375- AC X

alpyridine N
50 4-bromo-1-ethyl-5-methyl-1h- MECD11500994 1171667- VL p

pyrazole

5-bromo-6-fluoro-1h- 1008360- ﬁ F
>1 benzo[d]imidazole MFCD11846341 <\ .
52 | 8-bromogquinazoline MFCD11858521 | 1123169- @

w

53 3-brolm.o-1-methyl-1 h-pyrazolo[3,4- MFCD11878034 116855-03- o0

blpyridine s

6-bromo-1-methyl-1h-pyrazolo[4,3- 1150617- NN
54 bpyridine MFCD12024535 \EL
55 | 2-bromo-5-chloropyrimidine MFCD12026299 | 124405-67- { P
cg | 6-bromo-8-methylimidazo[1,2- MECD12033249 | 1159815 @\?r

a]pyrazine
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Structure

57 | 2-bromo-5-cyclopropylthiazole MFCD12033477 ;(1)2?81 5 D—@
58 | 3-bromo-4-methyl-1h-pyrazole MFCD12755927 | 5932-20-7 :\
59 4-bromo-1-(tert-butyl)-3-methyl-1h- MFCD12756448 1187385- )f\‘[L
pyrazole 83-6 =
60 | 3-bromo-5-cyclopropylisoxazole MFCD12913765 (1);867 8 Il N
61 | 5-bromopyrazolo[1,5-a]pyridine MFCD13189494 ;2?10812‘ 20
62 3-bromo-6,7-dihydroquinolin-8(5h)- MECD13189704 904929-24- /
one 4
2-bromo-5- 1196152- -
63 (trifluoromethyl)pyrazine MFCD13190007 38-1 w
64 8-bromo-6-fluoroquinazolin-4(3h)- MECD14706747 1204101- \Q&J
one 90-5 7

ey by
opnl\/le Boehringer Ingelheim

The Boehringer Ingelheim B-SMART kit | 8




Structure

Tert-butyl 6-bromo-3-(4,4,5,5- ) 4
65 | tetramethyl-1,3 2-dioxaborolan-2- | MFCD15143608 | 15070 fg&
y)-1h-indole-1-carboxylate :
8-bromo-3-(trifluoromethyl)- 1379344- o ;l
66 | [1,2.4]triazolo[4,3-a]pyridine e ~r
- - - - - - - o N/
67 7brom02lmethyl1.,2,3,4 MECD15474923 258515-54 m
tetrahydroisoquinoline 7
7-bromo-2,3-dihydro-1h- 946121-78- RPN
68 | byrido[2,3-b][1,4]oxazine LR s 2O T
Ethyl 6-bromo-1h-pyrrolo[3,2- 1234616- S
69 b]pyridine-2-carboxylate MFCD16657717 09-1 Sy
2-bromo-6-methoxy-4-(4,4,5,5- 2096340- 8 )
70 | tetramethyl-1,3,2-dioxaborolan-2- MFCD16995251 | 55 ' i_
yl)pyridine :
3-bromo-5,6,7,8-tetrahydro- 1378861- N
711 11,2, 4]triazolo[4,3-a]pyridine MFCD17215706 | 555 E/LD
72 | 3-bromo-5-flucro-4-methylpyridine | MFCD18257616 ;2_181517' S
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Structure

73 ﬁ:::;’;?é’]‘i;irg:g{;h' MFCD18378523 | 15007 \@
24 3;$fromophenyl)piperidine-2,6- MECD19372738 (1)42558142_ 11(@\
75| > g{ﬁ;‘;‘;;‘ir'nr?;ﬂ‘:xy‘es' MFCD19382397 | 4319-87-3 \HV:Y\
76 gi;’;?im%ﬁgpy"o'o[&z' MFCD19687341 | 1379%1% @ 5’
77 | 1-benzyl-5-bromo-1h-imidazole MFCD19688638 | 12 0 >%" @A@
78 | 5-bromo-4-cyclopropylpyrimidine | MFCD19688785 ;gf‘g697' C}—q
| G S| e | S
80 1L7]E110,l'é),r;:]?;é‘-z(irrr:;:;:thylthio)pyrrolo[2,1- MECD20922038 ; 2?5094- - )\: /N/ )

ey by
opnl\/le Boehringer Ingelheim

The Boehringer Ingelheim B-SMART kit | 10




Structure

31 7-brolm<I)-.2-methoxyth|eno[3,2- MFCD21099549 1259978- %IJ\/
d]pyrimidine 35-2 .

82 5-bro_m_o-1-methyl-1h-pyrrolo[2,3- MECD22039249 1369356- . \_ P
clpyridine 14-8 ~

33 8-promoquinoxa|ine-6-carboxylic MFCD22371614 1378260- Q“\
acid 89-9 : )
3-bromo-6- —_

84 | (trifluoromethyl)pyrazolo[1,5- MFCD22628132 ;2_114893' <)
aJpyrimidine i
8-bromo-7-methyl-imidazo[1,2- 1427418- Q

85 alpyridine MFCD23708218 46-9 ) \J
5-bromo-8- 1239460- E; ,

<43 (trifluoromethyl)quinoline DR 75-3 [T 7

g7 | B-bromo-7h-pyrrolof2,3- MFCD27923777 | 89280-82-0 m
d]pyrimidine N

88 | 3-bromo-1,4-dimethyl-1h-pyrazole MFCD28099396 | 13745-59-0 —{ _
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Structure

89 | 5-bromo-7-fluoroquinoxaline MFCD28101617 | 105090% g
7-bromo-1-methyl-1h-pyrazolo[4,3- 1823268- / {
90 blpyridine MFCD28347006 581 90,
91 | 5-bromo-3-methylquinazolin-4-one | MFCD30182429 ;3_15973' \L)Zj
N-[1-(5-bromopyridin-2- \_/ 5
92 | hethyllacetamide MFCD30246511 >/_>—<}
93 3-bromo-2-methyl76l,7-dihydro-5h- MFCD32642527 2408429- ¢
pyrazolo[1,5-a]pyridin-4-one 61-6 0
2-bromo-5h,6h,7h-pyrazolo[1,5- 2468022- I
94 | Corasidons MFCD34576675 | ¢ ° s
Ethyl 8-bromo-2- 2748771- w o
95 | methylimidazo[1,2-b]pyridazine-7- MFCD35093868 09-5 _@j)j)k/\
carboxylate ) ~7
6-bromo-4-fluoro-1,2-dimethyl-1,3- 2189739-
= benzodiazole MFCD35316039 26-0 ’ :</

*The final selection of shared building blocks may differ slightly.
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