Supplemental Table 1. NAD and known small molecule PARP-1 inhibitors. Column # 1 -
formal and popular names for each small molecule; column # 2 - CID number; column # 3 —
formulas in SMILES format; column #4 — skeletal formulas of each compound. Row 1 shows
NAD; rows 2 — 24 show known PARP-1 inhibitors; row 25 shows Pyrrolocarbazole, derivatives
of which have strong similarity to known PARP-1 inhibitors; rows 26 — 27 include minor groove

binding molecules that have been shown to inhibit DNA-dependent PARP-1 activation [16].
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Supplemental Table 2. The results of pilot screen of ICCB known bioactivities. Column # 1
shows the values of PARP-1 inhibition; column # 2 — the plate number and the position on the

plate; column # 3 — name of each small molecule; column # 4 — known biological activity.



Value | Position | NAME

1.22 2-H9 A-23187 Calcium ionophore

2.34 3-C2 Loperamide Calcium channels

2.01 3-D6 PCO-400 Potassium channels

2.07 4-A4 b-Lapachone topoisomerase 1 inhibitor

2.06 4-A5 Parthenolide IkappaB kinase inhibitor

1.89 4-A9 Cycloheximide-N-ethylethanoate FKBP12 inhibitor

0.05 4-B2 Ebselen glutathione peroxidase mimetic

1.28 4-C7 AG213 (Tyrphostin 47) EGF-R tyrosine kinase inhibitor

0.05 4-D6 Amino-1,8-naphthalimide [4- PARP inhibitor

Amino-1,8-naphthalimide]

2.03 4-H11 Cytochalasin B F actin capper

2.00 5-A6 Decoyinine lowers GTP levels

2.01 5-A9 Dexamethasone corticosteroid

0.50 5-B3 6,7-ADTN HBr Dopamine agonist

0.20 5-B5 Diphenyleneiodonium CI flavoprotein inhibitor

0.05 5-D6 H9 kinase inhibitor

0.94 5-E8 IBMX PDE inhibitor (broad spec),
adenosineR agonist

0.69 6-A9 PD 98059 MEK inhibitor

0.05 6-B2 Phenanthridinone [6(5H)- PARP inhibitor

Phenanthridinone]

0.18 6-B10 Propidium iodide DNA intercalator

0.18 6-C5 Quercetin kinase inhibitor (plus other)

1.25 6-D6 Indirubin GSK-3beta inhibitor

1.43 6-D11 Piceatannol Syk inhibitor

1.90 6-H11 Wiskostatin N-WASP inhibitor

0.18 4-D7 3AB PARP inhibitor




Supplemental Table 3-1 -- 3-11. Structural classification of 639 compounds identified as
PARP-1 inhibitors by the H4-based screen. Small molecules were classified based on the
presence of specific structural cores: S3-1 — Nicotinamide/Benzamide; S3-2 - PARP Inhibitor
II; S3-3 - Adenine/Cafeine; S3-4 - Benzimidazole; S3-5 - Benzothiazole; S3-6 - Indole; S3-7 -
Benzofurazan; S3-8 - 5-imino-5,6-dihydro-7H-[1,3,4]thiadiazolo[3,2-a]pyrimidin-7-one; S3-9 -
Quinoline; S3-10 - Naphtalene; S3-11 contains 345 new PARP-1 inhibitors without obvious
structural core similarities to other groups. Column # 1 lists the ID number of each small
molecule according to the ChemDiv company catalogue; column # 2 — the number of plate in
the collection; column # 3 — the position on the plate; column # 4 — skeletal structure of the
molecule; column # 5 and 6 — similarity to known PARP-1 inhibitor.
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http://www.google.com/imgres?q=benzamide&hl=en&tbo=d&rls=com.microsoft:en-us:IE-SearchBox&rlz=1I7GGLL_en&biw=1014&bih=589&tbm=isch&tbnid=Ybj_UqGKrw-RbM:&imgrefurl=http://fr.wikipedia.org/wiki/Fichier:Benzamide.png&docid=3Y8SOgvqX56awM&imgurl=http://upload.wikimedia.org/wikipedia/commons/f/fc/Benzamide.png&w=699&h=580&ei=IGTLUIrwBZCI9QTw1IHoAQ&zoom=1&iact=rc&dur=15&sig=112441852947509146144&page=1&tbnh=141&tbnw=165&start=0&ndsp=15&ved=1t:429,r:0,s:0,i:101&tx=51&ty=75
http://www.google.com/imgres?q=benzamide&hl=en&tbo=d&rls=com.microsoft:en-us:IE-SearchBox&rlz=1I7GGLL_en&biw=1014&bih=589&tbm=isch&tbnid=Ybj_UqGKrw-RbM:&imgrefurl=http://fr.wikipedia.org/wiki/Fichier:Benzamide.png&docid=3Y8SOgvqX56awM&imgurl=http://upload.wikimedia.org/wikipedia/commons/f/fc/Benzamide.png&w=699&h=580&ei=IGTLUIrwBZCI9QTw1IHoAQ&zoom=1&iact=rc&dur=15&sig=112441852947509146144&page=1&tbnh=141&tbnw=165&start=0&ndsp=15&ved=1t:429,r:0,s:0,i:101&tx=51&ty=75
http://www.google.com/imgres?q=benzamide&hl=en&tbo=d&rls=com.microsoft:en-us:IE-SearchBox&rlz=1I7GGLL_en&biw=1014&bih=589&tbm=isch&tbnid=Ybj_UqGKrw-RbM:&imgrefurl=http://fr.wikipedia.org/wiki/Fichier:Benzamide.png&docid=3Y8SOgvqX56awM&imgurl=http://upload.wikimedia.org/wikipedia/commons/f/fc/Benzamide.png&w=699&h=580&ei=IGTLUIrwBZCI9QTw1IHoAQ&zoom=1&iact=rc&dur=15&sig=112441852947509146144&page=1&tbnh=141&tbnw=165&start=0&ndsp=15&ved=1t:429,r:0,s:0,i:101&tx=51&ty=75

S3-2 - PARP Inhibitor I

1 2 3 |4 5
1080-0356 [001 |[E03 407850 PARP Inhibitor
E\Aﬁ%@ - 1, INH,BP
1 T CpHuN,05S
1440-2871 [001 [Do6 )@ﬁ\ 407850 PARP Inhibitor
s I1, INH,BP
2 @ CygH11BrN,O,
1440-2880 |001 [E06 ifk 407850 PARP Inhibitor
§ I1, INH,BP
3 50 CigHuN;Os
1615-0026 |001 |[EO7 A 407850 PARP Inhibitor
4 [:jﬁ;:f’r CoH1203 'l INH,BP
4789-3425 002 [c11 ‘ 407850 PARP Inhibitor
5 I1, INH,BP
004 |CO5 407850 PARP Inhibitor
6 I1, INH,BP
6944-0004 |005 |[F08 407850 PARP Inhibitor
I1, INH,BP
7
6944-0066 005 [HO8 | [ 1 407850 PARP Inhibitor
8 My I, INH,BP
6944-0105 005 |A09 | L 407850 PARP Inhibitor
A 1, INH,BP
9
6944-0110 |005 [B09 407850 PARP Inhibitor
10 I1, INH,BP
6944-0126 |005 [D09 407850 PARP Inhibitor
I1, INH,BP
11
6944-0140 |005 [E09 407850 PARP Inhibitor
N I1, INH,BP
12 " CusH,CINO,
C301-4598 [007 [A02 |1 ., 407850 PARP Inhibitor
oo 11, INH,BP
13 C1sH1FN30,S
C301-6438 [007 [c02 | ;< 407850 PARP Inhibitor
14 L CLHoN,0,8| !l INH,BP
C566-0094 |007 |C06 T 407850 PARP Inhibitor
Ot 11, INH,BP
15 L CygH14Br,0,S
C566-0138 [007 [DO6 | 1 407850 PARP Inhibitor
oo 11, INH,BP
16 I CsH,Br,CIO,S
5591-1932 |003 |E10 FUH . 407850 PARP Inhibitor
“ 1, INH,BP
[xﬂ
17 C1aHeN,06S,




18

6807-0730

005

BO8

C23H13C| N20582

407850 PARP Inhibitor
I, INH,BP




S3-3 - Adenine/Cafeine

1

2

3

4

1185-1661

001

B0O4

Adenine

2280-2944

001

F11

C13H19N503S

I~
! C9H12N4OZS

Adenine

3601-0852

002

B0O4

Adenine

3736-0228

002

GO5 [+

e

|
L>—

\”/~——N "
_© CioHioNiO;S

Adenine

4236-1085

002

FO8

»1/4/ i
- L’"/>7é"14H15FN602

Adeniosine

4244-2141

002

HO8

" T /7
X

T

CysH15CIN,O,S

Adeniosine

5228-0325

003

HO05

| CoH13NsOs

Adenine

5241-0492

003

EO06

A
<; ClZH 11 NSS

Adenosine

5254-2680

003

FO6

|
b .
/WJ\N}%

~ CyoH1iN4O,S

Adenine

10

5339-0389

003

FO7

X

Iy
DN
| [

‘\
C10H15N503

Adenine

11

5646-0037

003

F11

.
T

I

)—

M

Cy16H19N50,S

Adenosine

12

5692-1348

003

H11l

.
PO b

Adenine

13

5947-0082

004

D05

JL

1
’
5 CqyHi6N4O,S
T,
PR

hs Cy14H5,N40,S

Adenine

14

7639-0037

006

D04

]

Adenine

15

C470-0539

007

G04

Adenine



http://www.google.com/imgres?q=adenine&hl=en&sa=X&tbo=d&rls=com.microsoft:en-us:IE-SearchBox&rlz=1I7GGLL_en&biw=1014&bih=611&tbm=isch&tbnid=hrlpGsr-GRU9SM:&imgrefurl=http://en.wikipedia.org/wiki/Adenine&docid=8k-r9SZSbUITqM&imgurl=http://upload.wikimedia.org/wikipedia/commons/thumb/d/db/Adenine.svg/150px-Adenine.svg.png&w=150&h=200&ei=vNu8UMf-Aqm80AG81YGgAQ&zoom=1&iact=hc&vpx=2&vpy=168&dur=218&hovh=160&hovw=120&tx=69&ty=85&sig=112441852947509146144&page=1&tbnh=120&tbnw=90&start=0&ndsp=21&ved=1t:429,r:0,s:0,i:154
http://www.google.com/imgres?q=theophylline+structure&hl=en&tbo=d&rls=com.microsoft:en-us:IE-SearchBox&rlz=1I7GGLL_en&biw=1014&bih=611&tbm=isch&tbnid=_zvmYPdzWj61FM:&imgrefurl=http://www.chemicalbook.com/ProductChemicalPropertiesCB4285388_EN.htm&docid=qF55UIzRVq4KcM&imgurl=http://www.chemicalbook.com/CAS%25255CGIF%25255C58-55-9.gif&w=91&h=88&ei=auG8UMHwIOa40QGK6IGwDQ&zoom=1&iact=hc&vpx=651&vpy=315&dur=1125&hovh=76&hovw=79&tx=79&ty=52&sig=112441852947509146144&page=1&tbnh=76&tbnw=79&start=0&ndsp=18&ved=1t:429,r:10,s:0,i:116

S3-4 - Benzimidazole

1 2 3 4 5
1069-0089 001 [DO03 D Mercapto-
1 L~ CyyHisNsS|benzimidazole
2144-0960 |001 |B11 ﬁ\% Merc.ap.to-
2 " C4HyN,S|Penzimidazole
2683-0170 002 |E02 |— 1> § Mercapto-
benzimidazole
3 7 CigHoN,O,S
5055-9162 003 [E04 |_ 1) . Mercapto-
4 CreHuN,S benzimidazole
6025-5977 |004 [HO6 @% Mercapto-
S B __ C4HsCIN,S|benzimidazole
7286-0604 |006 |[EO3 | v 7 N Mercapto-
6 " " CeH4BrN;S|penzimidazole?
C301-6439 |007 |D02 o Q Mercapto-
~~%\J¢I benzimidazole?
/ C11HsN,OS| Aminobenzimide?
1247-0021 [001 |AO05 [_L 5 Benzimidazole?/
8 CygH1oN,",|Quinoline?
3945-0101 |[002 [EO6 - ’\\ Benzimidazole
9 - CugHuNgt
4872-0199 002 |E11 ) Q Benzimidazole
PesTa
10 C;5H14CINSOs
4919-0202 003 [E03 [ T Benzimidazole
11
5010-0425 |003 |DO4 |-~ Benzimidazole
12
5103-0523 003 |GO4 | w\> Benzimidazole
\Tg’fi";
13 CigH2FN,O,+
5390-1481 |003 |CO08 AH Benzimidazole
14 " CigHaNsO;
6232-0264 005 |A04 @ISJ\/@\N Benzimidazole
[
15 [ CyeH13NsS
6843-3187 005 |CO08 HJ%Q Benzimidazole
el
16 CioH1sN7
C456-0034 [007 D04 | -, Benzimidazole
17 T CgHeN,S
C456-0050 |007 |EO4 - , Benzimidazole
18 (L CuHuNS
C456-0058 |007 |FO04 ﬂi Benzimidazole
19 \)// Ci16H14N,OS




S3-5 - Benzothiazole

1 2 3 4 5
0118-0082 [001 |C02 [j\% Benzothiazole
1 CmleNOS+
1365-0041 [001 [DO5 | @:;—f% Benzothiazole
2 Cy3H15NO,S
1365-0203 (001 ([GO5 f/\‘r\%gjw Benzothiazole/
T MGB?
3 C15H16N20283
1365-0208 |001 |HO5 JC[} g((v Benzothiazole
1 _ CuhiN,OsS;
1495-0025 |001 |FO6 @%x (T Benzothiazole
S _  CigHpN,S+
1499-0133 [001 |GO6 \1}1 Benzothiazole
/""' I
1822-0349 (001 |EO09 Benzothiazole
ST *‘ ;
7 C13H10N40253
3167-0429 002 |BO3 ) Benzothiazole
d Y*
8 C14H11FNZSZ
3652-0228 002 |D05 % Benzothiazole
9 1>+ Cp3HyN,OS
5591-2869 (003 |G10 o § (,,Q; Benzothiazole
(" o
10 S N0,
5830-0010 |004 |EO3 | - - Benzothiazole
5984-0397 |004 (D06 |. [ I >_\_Q\,’ Benzothiazole
6253-0696 [005 |HO5 P = /\ Benzothiazole/
13 ~ ”,,S cqugN 0S+|pyridine
6253-0698 (005 |A06 m Benzothiazole
. b
r T ) W
14 " ChoHyN,0S,+
6253-0703 [005 |B06 (\j/{\ Benzothiazole
15 ¢ CyHEN,0S+
6253-0705 (005 |C06 A(j Benzothiazole
=
16 8 C,oH»N,OS,+
6253-0720 |005 |D06 (Q \4 Benzothiazole
17 7S CooHigN, 08+
7165-0066 (005 |E10 |/ 2A ,L e Qumolln_e
Benzothiazole
7165-0073 [005 |G10 [ . T Benzothiazole
19 // C17H19N OS+
7165-0075 (005 |H10 | ¢ . Benzothiazole
— =T




7165-0795 006 |[A02 ﬂ;\j Benzothiazole
2 l 8 L %_)idz 1 H 21 N 282 +
7165-0796 |[006 [B02 @) Benzothiazole
22 “jf C2£H21N282+
7165-0807 (006 [DO02 7 Quinoline
o Benzothiazole
23 " CyHgN,S+
7165-0835 (006 [E02 F}/g\/‘// Benzothiazole
PO
24 [\f 0 Co1Hpi NS+
7255-3860 (006 |DO3 | L. Benzothiazole
—
Yy
25 cqugﬁsosss
7771-0711 (006 |CO5 e, Benzothiazole
SSEAN
\N\/ \
26 \ Cy7H 7N,S+
7771-0743 |006 |EO5 ~ Quinoline
S Benzothiazole
27 (Vl;( \C20H19N28+
7771-0753 [006 |FO5 ;S0 Quinoline
e 7\ .
28 /Q\H C,oH1oN,S+|Benzothiazole
K784-6214 |008 |[B10 |- fb Benzothiazole
29 £ CiH13N50,S,




S3-6 - Indole

1 2 3 4 5
1348-0866 (001 [BO5 Indole
1 ST CaHNGO,
13620200 {001 [CO5 |-\ - Indole
2 = CioHzoN+
1439-0176 (001 [cCo6 . / Indole
3 \/H\wbleHnNsO
1541-0004 (001 ([BO7 @;\/ N Indole
4 CoiHpsNo+
1699-1424 [001 [EO08 ) Indole
5 (," C15H8N403
1923-0048 {001 [HO9 [ 5. | Indole
1936-2046 001 [B10 \ﬁ/@/ﬂl @ MGB?
7 'CyaHyBrN:O,
2421-0052 (001 [H11 Li Indole
S~ J
8 - CygHoCIN,+
2421-0298 (002 [BO2 %U\Xuf\vi\@ Indole/
9 ~"" CyoHyCIN,+|MGB?
4072-2913 002 [co7 | . Indole/
(j‘\u& MGB?
10 C15H1BIN,O,S
4896-0742 |003 [A02 [ )— T~ Indole/ BA
11 " CyHsBr,N;0,S like
5587-0183 (003 [D10 i Indole
12
5926-0045 (004 [Co04 Indole
RS
13 Ci1gH,4BrN,O,+
6253-0066 [005 [A05 “/i(/ﬁw@ Indole
14 B C19H19N, 00+
6253-0495 (005 [BO5 |y ~r5. Indole
R
15 Cy1HNO,+
6583-0310 (005 [D0O7 Indole
16 C19H25N3
7771-0535 (006 |G04 Indole
17
7771-0670 [006 |A05 Indole
18 CyH,NO,+
7771-0704 006 [BO5 [ 15 Indole
\ N
19 CyoHosNo+
C066-3077 [006 |D06 /l Indole
20 [T~ C4HCINO




C324-2667 |007 [E02 Rves Indole?
g
21 < C15H2oN,055
C361-2059 (007 |[BO3 \ J?\ Indole?
s C
22 < - CaoH2sN,0,4S
~ -
E667-0090 (008 |D03 ﬁ\@b Indole?
23 C18H26NZOSS
E746-0671 (008 |BO4 | Indole?
L
~ >~
24 CoHuN,0,S
E959-1820 |008 |F04 D\ Indole?
25 Cyi7H1sN;0,5
E966-0516 |008 |GO04 ﬁ'P Indole?
26 )& C14H16N2038
E966-0521 |008 |HO4 Indole?
A
27 C16H20N204S
E966-0548 |[008 |A05 T ‘~‘ { X Indole?
28 B clgszNzoss
E966-0571 (008 [BO5 \ j & Indole?
29 CyoHyN,05S
- /N ?
E966-0620 [008 [CO05 T Q H Indole?
30 C18 20N,05S,
K780-0136 [008 |D09 Indole
31
4896-1409 |003 |BO2 Indole
32
4896-2167 |003 |CO02 Indole
33
4896-2883 003 [D02 Indole
34
4896-3047 003 |[E02 Indole
35
4896-4941 |003 |CO3 Indole
36
5605-0007 [003 [C11 [ ' - Indole
37 © G,
5984-0157 (004 [FO5 @ ) Indole
T ) e B
38 CyoHuNO,LS
5084-0171 [004 [HO5 |4 Indole
39 C17H1oN,0,S,
6196-0080 004 |E10 |1 f-, Indole
40 CagHioFsNsO,



http://www.google.com/imgres?q=theophylline+structure&hl=en&tbo=d&rls=com.microsoft:en-us:IE-SearchBox&rlz=1I7GGLL_en&biw=1014&bih=611&tbm=isch&tbnid=_zvmYPdzWj61FM:&imgrefurl=http://www.chemicalbook.com/ProductChemicalPropertiesCB4285388_EN.htm&docid=qF55UIzRVq4KcM&imgurl=http://www.chemicalbook.com/CAS%25255CGIF%25255C58-55-9.gif&w=91&h=88&ei=auG8UMHwIOa40QGK6IGwDQ&zoom=1&iact=hc&vpx=651&vpy=315&dur=1125&hovh=76&hovw=79&tx=79&ty=52&sig=112441852947509146144&page=1&tbnh=76&tbnw=79&start=0&ndsp=18&ved=1t:429,r:10,s:0,i:116

41

6260-2307

005

E06

e o

 CHoBIN5Os

Indole

42

6637-1033

005

HO7

e
i \_/

CpoH4BIN;O,

Indole

43

6944-0056

005

G08

-

e

CosH3,BrN,Og

Indoline

44

C104-0030

006

EO7

D
20H23Np+

Indole

45

C137-2374

006

FO7

e=Sx

J
-

)

N

1

B
AN

=i h—/

—
Pas

Indole?

46

C348-0024

007

F02

-

s

[y
L
T

>

C,,Hy CIFN50,S,

Indole

47

C356-0052

007

G02

A \7
N

4[ > .
C24H21N50582

Indole

48

E746-0060

008

A04

L C17H15N30,S

Indoline




S3-7 - Benzofurazan

1 2 3 4 5
3660-0336 [002 |E05 [ ) Benzofurazan
) CuHuN©;
C091-0115 |006 |GO6 A Benzofurazan
-
L C17H19N50;
C091-0248 |006 |[HO6 ﬂ/L] Benzofurazan
iij:rl
"1 CysHisNsOs
C091-0304 |006 [AQ7 A Benzofurazan
fl\\‘f;nI
L Ci17H26N60,
K784-6198 008 |Al0 PO Benzofurazan
) C16H12N6OsS
K786-2882 C10 /NL\:\\;/}\/VJK Benzofurazan
2 CigH1gNeOsS




S3-8 - 5-imino-5,6-dihydro-7H-[1,3,4]thiadiazolo[3,2-a] pyrimidin-7-one

1 2 3 4
C356-0074 |007 ([HO2 |~
1 CyH1NsOsS,
C370-3531 |007 |EO3
2 16HsClN50S
C370-4282 (007 |F03 [
(-
3 CooHi2CINO,S
C370-4289 (007 |GO3 [
4
C370-4307 007 |HO3 |
e
A\, H/*x\ -
) C£0H11C|N604S
C370-5084 |007 |A0O4 -
6
C370-5164 |007 |BO4
7
C679-0721 |007 |A08
8
C679-1685 |007 |BO8
9 C‘ﬁ'é«é\';'zoNeoss
C679-1708 |007 |CO08
10 1 CysHiN;0,S,
C482-0405 |007 |HO4 \§
=
11 L CyuHsBIN;O;
C482-0623 |007 [|A05 §7
12 - /‘VC‘ZOH14BI’N3O5S




S3-9 - Quinoline

1

2

5

0099-0209

001

B02

T CyoHi N+

Quinoline

0422-0118

001

F02

L
C10H7C|2N02

Quinoline

0986-0007

001

BO3

PN
L

]
~ CyHyuN,O+

Quinoline

1365-0165

001

EO05

Qe S
T

C15H15N,0,5,

Quinoline

1365-0179

001

FO5

’\ﬁ:\
-

N A\T/ s
o

Cy7H1N,058

Quinoline

1607-0150

001

D07

~,

1~ CyHuNO,

Quinoline

2055-0058

001

E10

A

ClngsNgoSZ

Quinoline

3853-0028

002

BO6

(o 1
i C
CigHigN,+

Quinoline

3853-0032

002

C06

Quinoline

10

4971-0044

003

GO03

CasHasN,+

Quinoline

11

5294-0006

003

Co7

oy
“ C19H13NO;

Quinoline

12

5509-0001

003

G038

Quinoline

13

5509-0002

003

HO08

Quinoline

14

5509-0003

003

A09

L CigHisFN+

Quinoline

15

5984-0371

004

B06

1. CyeH14NL0

Quinoline

16

5984-0373

004

C06

1 CooHaaNs

Quinoline

17

5984-0401

004

E06

SOV
~ T s ©;;>
C19H16N02+

Quinoline

18

6253-0534

005

CO05

\ 7/

(. CpyHygNo+

—/ \

Quinoline

19

6253-0536

005

D05

~ @\/
@\l = /k
! CoHigNo+

Quinoline

20

6253-0562

005

EO05

I
~ e

AP

i |
Cy5H19N,O+

Quinoline




6253-0587 005 [FO5 \‘:\W/ Quinoline
21 L CyoHy N, O+
7165-0007 005 [D10 [ T 1 [ 1 Quinoline
|
22 - S2aHpsNo+
7165-0069 [005 [F10 |1 [ 1~ Quinoline
23 T T T CgHpy N+
7165-0232 005 |A11 | ] Quinoline
100
7165-0250 005 |B11 < Quinoline
SO
7165-0265 [005 |C11 | [ 1 () Quinoline
r
26 CioHpNo+
7165-0448 [005 [D11 Qﬁ/\VQ Quinoline
27 o va23H23Nz"'
7165-0474 005 [E11 |\ Quinoline/
~ 0 Coumarine
28 Ci15H10CINO,
7165-0683 005 [F11 [ . 1 uinoline
cooy, |
J T
29 CosHosN,+
7165-0735 [005 |[G11 j)) Quinoline
[ O
30 CigH17N30,S
7165-0736 [005 [H11 S Quinoline
31 ~CeH17N4O,S
7165-0800 006 |C02 m%“ Quinoline
32 T CrHpsNy+
7287-0084 (006 |GO3 ¢ Quinoline
33 CysH17FN,03S,
77710718 |006 |DO5 | 1 [ 1 ~ Quinoline/
34 ~ CyHysN,+|Pyridine
7771-0797 (006 |GO5 | 1 [ Quinoline/
35 ~ C21H23N2+ Pyridine
7771-0816 (006 |HO5 /L;j[{i:v/? Quinoline/
36 ~ Pyridine
7832-0186 |006 [B06 Quinoline
37
C276-0761 |[006 [E10 Quinoline?
38
K511-0001 |008 |C09 Quinoline
39
K906-2202 (008 |B11 Quinoline
40 C14H13Ns05S,




6253-0052 [005 |HO4 N’ Quinoline/
41 Cy5H15N;|Intercalator
6565-0078 [005 |CO7 | L 1 Quinoline
Y /7\
42 Cy3H1gN,05S
7771-0510 |006 |EO4 (L Quinoline/
| .y
A Pyridine/
43 ) C‘23H23N2+ Intercalator
7771-0519 (006 |FO4 jiflj _ Quinoline/
jeeTe Pyridine/
44 _ g23H23N2+ Intercalator
7771-0539 (006 |HO4 IS w/ZT] -~ Quinoline/
~L AL Pyridine/
45 Intercalator
C498-0038 [007 |CO5 Quinoline/
Substituted
46 Benzamide
C593-0426 [007 |EO06 Quinoline/
Substituted
47 Benzamide
5586-3582 (003 |B10 Quinoline?
48
1203-0146 |001 |FO4 Quinoline?
49
3651-6382 (002 |CO05 Jﬁ Quinoline?
colies
50 ChoH12F,N,O;




S3-10 - Naphtalene

1 2 3 4
1]1190-0035 001 (D04 CTL - Naphtoquinone
C1oHsCILNO,
2(1634-0012 [001 (GO7 @ Naphtalene
) CyH;Bro,
311697-1661 (001 |DO8 J njlw Naphtalene
_ CutHiNaOs
4]4204-0055 |002 |EO8 ,Tiwj Naphthoquinone
seay
7 CygHyCIINO,
515369-0006 (003 |HO7 C@YA Naphthoquinone
CysH1:CINO,
6(5591-3854 1003 |H10 [ /,(/w Naphtalene
soP
~ CygH1sNOsSs
715591-3872 1003 |All Naphtalene
| CiHiBINO,S
815267-1176 003 Naphtalene
Ca1H17N30;
0|6232-2814 005 |D04 Cﬁl Naphthoquinone
‘~ C1H105
10(6623-0252 [005 |[FO7 |- ! o Naphtalene?
T
C15H17NO (Tetralone)
1117202-0307 |006 [FO2 : Naphtalene
1217202-1961 [006 [GO2 Naphthalene/
Triazole
13(7202-2009 [006 [HO2 Naphthalene/
Triazole
1417202-2068 [006 [A03 Naphthalene/
LM Triazole
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S3-11 contains 345 new PARP-1 inhibitors
without obvious structural core similarities
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Supplemental Table 4. 52 small molecules with no similarities to NAD and known PARP-1
inhibitors. This table contains small molecules located in cells 11, 12, J1, and J2 of the 2D matrix
shown on Figure 2BC. Column # 1 indicates position in 2D matrix, column # 2 lists the ID
number of each small molecule according to the ChemDiv company catalogue, column # 3 - the
plate number; column # 4 — position on the plate; column # 5 - formulas in SMILES format;

column # 6 — skeletal structure.
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