Polyetheroaryl oxadiazole/pyridine-based ligands: a
structural tuning for enhancing G-quadruplex binding

Filippo Doria,! Valentina Pirota,' Michele Petenzi,! Marie-Paule Teulade-Fichou,?? Daniela Verga?* and
Mauro Freccero »*
I Dipartimento di Chimica, Universita di Pavia, Pavia, 27100, Italy; filippo.doria@unipv.it;
valentina.pirota0l@universitadipavia.it, michele.petenzi@gmail .com.
2 CNRS UMR9187, INSERM U1196 Institut Curie, PSL Research University, F-91405, Orsay (France); mp.teulade-
fichou@curie.fr
3 CNRS UMR9187, INSERM U1196, Université Paris Sud, Université Paris-Saclay, F-91405, Orsay (France);
mp.teulade-fichou@curie.fr
* Correspondence: daniela.verga@curie.fr (D.V.); mauro.freccero@unipv.it (M.E.);
Tel.: +39-0382-987668 (M.F.)

Supplementary Material

Table of Contents:

NMRs. 'H and *C NMR characterization of all compounds presented in the main text
page S2-S11

Figure S1: G4-FID in the presence of ds26 page S12

S1



NMR characterization:
14-NMR - CDCls: 1

13C-NMR - CDCls: 1
_i ga 5 B 3
:
\ |
V i f
1
‘ ’ |
L |. LL ‘ 1 " I L W
e o ¥ w L
— — —— I e ey s e
on & 180 140 20 100 [=t] &l



E2'9p9 ——
BE SEL

'H-NMR - CDCls: 2

£6°p0Z2
oL BoEY
06 B0S
68 Elg2
BE 52
FE ZFED
00 PPES
EB"(pES
B6 BFES
2L Brye
viIGre
TETagsve
16 por2—
B0 95r2
1 LErE
98" LE¥2
Or Gerz—
94 EEGE

g Trae

21

S

—
|

~___ |
TE D
I\l [
o
Gz el [
.
~___ |
205’0 |
=
Fo
.
(
w8 02
[~ |
5055

13C-NMR - DMSO d6: 2

S3



B6
g2

ae’
Fr’
i

e

86’

ar
=1

LL =

[

cop
B2 ———
o

ZEF—

‘BER——

gFf———

£ O e
[ E—

L e i A

L

L e

T

ki,

T

Mabatont

" iyt

Ll ek i

—

an

&0

B

100

120

140

1E0

180

Hom

3

'H-NMR - CDCl3

5

vE
L4

=
6’
BE”
§8°
S8~

65
99

L7

98"
06"
EZ”
15°
62"
L’

2E

el

izt

99

Jo A

W

zH

(

P01

il

EgE PE

)

FEE'GT

K

868 0

ﬁ

i

H51'GZ

h

GZ0°F

ﬂ

9/9°ET

i

EIG €

|

BF1F

|

esaiyr

pom

3

13C-NMR - CDCl3

sS4



5
| &
\ e
\ 08L0'}
. \ 150
\ /
s | S — E— 8ven’ez
El o I o
% 06ec0
15 R —— - ” |
50°E1T— -
-8 =
£ ezl
™
98 ECI -
wm‘mm_li/f _
Ci T m— -
sz —— - <
79 gzl - ..
. - (o]
85 s2i—" o L
F8 o |
(%] |
M |
o
_ |
€0 BE} - W beee
82 071 - = FE _
- <
. 7
i
2 apt - = _ vreLL
186V
= | ~—ZSETL
e _ 9L, —
muav,h - .
= [ T4: 10
GLLOL ¢
19§00 1
§564°1
06¥0'8
- “ v620'8 |
= | £0Z4'8
LiSL'E ﬂ
6198 |
| 900¥'8 -
|
|
01 9T ——_ B
05" B9E—— - - 2880°6 -
r= BZ6Y'E
9 26056 /
o
E
wdd W ..._...__,___.___.
[9-o1.104] o001 008 009

S5

!H-NMR — DMSO d6: Fragment 5



05 TS~ -

1

BTG —_—

£LLOF =

67 BEED:
2 OrED
S "EGET=

02 28EE
b¢ BAER
(' 96E2
GO g
oa.mmvm/u

P EErE— e

FE"EBFE -

| P =)
I8’ Fess

G5B
L =
L9765
LETHFRD
FLTFEDD

ZH

EEG ©
/ o
ot
585 B¢ |
— )
=
-
=
-
\ o
FEF 02
=
o

B
Tty =

'H-NMR — DMSO d6: Fragment 6

S6



2’ [ge

2l

.
/

A

e ...I.
| ) 092 28
=

EQ"ERFZ—
BE’ BRI

|

|

|

I
S
\‘

-IJ..IIIF.MMWIHM.M J/\ Er
T =

g

L S m e B
8

'H-NMR - CDCls: Fragment 7

gLl — B

EOSEE —— =

LBEYE — — b

189571

-

R
ZL89°L
££81°4 1
bEBIL ) )
wmmw._ 3 — .ILJ £TFL
5250° e — e o
= 1160'8 _, Besze
E ZOEL'E -} R = QIGL°T
5] 6LLT E——— 11 ) 4
L FoLE — B e
4 Bhig R ———— - eIT
& bLLFE
L ssbss
¢
£ | ! .
5 G.BE e 00007
2 91L60°
& geElE |
k £8LZ
m H
T T T T T T T T T L T T
[g-a1. 184] 8 9 ¥ z 0-

'H-NMR - DMSO d6: 15

S7



e _ —_
VB IGL J.M
ﬁ s¢
1€ brE — §
PEHLE — e S - —_—
v pLB Wu R 3
B2 LLE .\\| R
O 986 - \ J
1
i
\
1
|
|
|
| {
I
I
Il
4
i
|
£5°GrES
mm.m,._mmu._____
ﬁh.mnmmuf
VB LBEE)
.u.n..qomal./
58" 8rrE- ) . |
£6°pGre~| - et
oE-aevz- i ———
mm.qmqm../f. R -
am.napw./ﬁ — e =y
b BOSE— = I ——— a—
[ -VH.. R S
.m_.hmmmW\\Mn R —————
£8°cese— . 12
s cece T
£5 Egsz— 4
[FAEIE-TE |
B.mmoml__\ l
H 1

reaiazuy |

=
=1
a

13C-NMR - DMSO d6: 15

BB 9 l——

85 02—

60 ¢2t-

re am—-/
0& " pzt /u
o .E..Vr._
{9621 ——=
L6 0El~

£ )
B ECL—"

o gEl——
66°6E1———

59 2ri——

[T —
o€ Letl—"

ar (3 ——

b seb——o

waa

WWMML'-WA

140

—~———
150

e ———
160

I —
170

T
180

-

—————
190

S8



EE 25

'H-NMR — DMSO d6: 16

__..__u_ m_.vm

08" E2(E ——

ZH

—
|

praber

10

13C-NMR - DMSO dé: 16

59’

5B

=R

oan

EE’

EE

TR -

RL—

fel——

OB B l——

5

g9

=
]

130

145

I
160

165

170

pan

S9
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'H-NMR - DMSO d6: 18
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Figure S1: G4-FID plots of TOxAzaPy and TOxAzaPhen in the presence of ds26 (ds DNA). TOxaPy
is used as a reference compound.
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