Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry.
This journal is © The Royal Society of Chemistry 2020

Supporting Information

Synthesis and oligomerization of cysteinyl nucleosides

Miklos Begeb<, Ilona Bereczki?, Dénes J. Molnar?, Maté Kicsak?, Krisztina Pénzes-Dakud,
Zsuzsanna Bereczkyd, Gyorgyi Ferenc®, Lajos Kovacsf, Pal Herczegh?® and Aniké Borbas®”*

a Department of Pharmaceutical Chemistry, University of Debrecen, Debrecen, H-4032,
Hungary

b Doctoral School of Pharmaceutical Sciences, University of Debrecen, Debrecen, H-4032,
Hungary

¢ MTA-DE Molecular Recognition and Interaction Research Group, University of Debrecen,
Debrecen, H-4032, Hungary

dDivision of Clinical Laboratory Science, University of Debrecen, Debrecen, H-4032,
Hungary

¢ Nucleic Acid Synthesis Laboratory, Biological Research Center, Szeged, H-6726, Hungary

fNucleic Acids Laboratory, Department of Medicinal Chemistry, University of Szeged, H-
6720 Szeged, Hungary

Table of contents

HPLC-MS characterisation of compound 13 ...........ccccoeeiieiiieiiiiiieeiieeeee e S2

NMR spectra of the COMPOUNAS ........oocueriiriiiiiniieeee e S4

S1



Time: 4473 Minutes Amp: 000245 Volts

o2 Hz
o H2LI0
a
o
0
-
L]
.0 Ho.0E
.06 Ho.06

21.921

12154

12,970

Z20.294
47.850
49.294
50.53232

22.775

Ho.00

_| 4.561

H 0 5 20 25 30 E an 45 50
IWlinutes

Figure S1: HPLC chromatogram of crude 13. Jupiter C18, 300 A, 250 x 4.6 mm column
packing; detection: 260 nm; flow rate: 1.0 mL min-1; eluents: A: 0.1% TFA in
water : acetonitrile = 99:1., B: 0.1% TFA in water:acetonitrile=50:50; gradient: 0-50% (v/v)
B in A during 50 min.
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Figure S2: HPLC chromatogram of the purified 13. Jupiter C18, 300 A, 250 x 4.6 mm
column packing; detection: 260 nm; flow rate: 1.0 mL min-1; eluents: A: 0.1% TFA in
water : acetonitrile = 99:1., B: 0.1% TFA in water:acetonitrile=50:50; gradient: 0-50% (v/v)
B in A during 50 min.

S2



: N
N
HO OH
Jv /
s
o)
HN
HO OH

HoN
130
& 120 [M+2H]*
5
2
= 8326833
21 £2
o=
o
o g
80
70
60
50
4
[M+H]*
a 850.6421
79536548 | 7= 1664.36
2 = = ik
103 To2gse4 DM 3735299 14043107 1686.3373
= F2 9356641 007 2168 11285482 12206654 1301 8066 1535.3358 16418233 17562465 1890 4760
. [T =3 = = =1 = = | £ =) =7
R R e A s e L M A e
800 1100 1200 1300 1400 1500 1600 1700 1800 1900
mz

Figure S3: ESI mass spectrum of the purified compound 13.
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'H and 3C NMR spectra of the compounds
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