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General

'H and 3C (with complete proton decoupling) NMR spectra were recorded on Bruker AMX 400
NMR instrument at 303 K. *H-NMR-spectra were recorded at 400 MHz and *C-NMR-spectra at 100 MHz.
Chemical shifts in ppm were measured relative to the residual solvent signals as internal standards (CDCls,
1H: 7.26 ppm, 3C: 77.1 ppm; DMSO-ds, *H: 2.50 ppm, $3C: 39.5 ppm). Spin-spin coupling constants (J)
are given in Hz. High resolution mass spectra (HRMS) were registered on a Bruker Daltonics micrO TOF-
Q Il instrument using electrospray ionization (ESI). The measurements were done in positive and negative
ion modes. Interface capillary voltage: 4500 V; mass range from m/z 50 to 3000; external calibration
(Electrospray Calibrant Solution, Fluka); nebulizer pressure: 0.4 Bar; flow rate: 3 pl/min; dry gas: nitrogen
(6 I/min); interface temperature: 180°C. Samples were injected into the mass spectrometer chamber from
the Agilent 1260 HPLC system equipped with an Agilent Poroshell 120 EC-C18 (3.0 x 50 mm; 2,7 um)
column; flow rate 400 pl/min; samples were injected from the acetonitrile-water (1:1) solution and the
column was eluted with a gradient of concentrations of acetonitrile (A) in water (B) in the following
parameters: 0-15% A for 6.0 min, 15%-85% A for 1.5 min, 85%-0% A for 0.1 min, 0% A for 2.4 min.
Retention times were as follows: 4 — 3.9 min; 5 —-3.9 min; 6 —4.5min; 7 — 3.7 min; 8 — 4.1 min; 9 — 4.1
min; 10 — 4.2 min; 11 — 3.8 min; 12 — 4.4 min; 13 — 4.3 min; 14 — 4.5 min; 15 — 4.0 min.

The following nucleosides were prepared according to the methods reported earlier: N©-
benzyladenosine (4), Né-isopentenyladenosine (5), Né-furfuryladenosine (7) [Drenichev, M.S.; Oslovsky,
V.E.; Tararov, V.l1.; Mikhailov, S.N. Synthesis of N6-substituted adenosines as cytokinin nucleosides. Curr.
Protoc. Nucleic Acid Chem. 2018, 72, 14.15.1-14.15.16], N®-(2-phenylethyl)-adenosine (6), N°-benzyl-2'-
deoxyadenosine (8), N°-(2-phenylethyl)-2'-deoxyadenosine (10), N°-benzyl-5'-deoxyadenosine (12), Ne-
isopentenyl-5'-deoxyadenosine (13), NO-(2-phenylethyl)-5'-deoxyadenosine (14) [Drenichev, M.S.;
Oslovsky, V.E.; Sun, L.; Tijsma, A.; Kurochkin, N.N.; Tararov, V.l.; Chizhov, A.O.; Neyts, J.;
Pannecouque, C.; Leyssen, P.; Mikhailov, S.N. Modification of the length and structure of the linker of N6-
benzyladenosine modulates its selective antiviral activity against enterovirus 71. Eur. J. Med. Chem. 2016,
111, 84-94].



2.50 Dimethyl Sulfoxide-d6

2587 aRERE 28 Fes4aT Rag 24953 3338
o o e R L S Bwama et Ty seve
W7 ' e Y N VONY Y Y N/
]
‘| o |‘// { 1/ |/ HN
[ ( | ([ [ || ol
V. / | 1o o) o </N | SN
HO N N/)
o]
HO OH
|
|
|
! ]
I I | |
i ﬁ | il
t J 1 !
b U Al T e 7 L) Y I b
Ll o ™~ o =1 ~NT o o m o 0 o -
g 2 s3 5 e pr g & B3
T T T T 1 T T T T T T T T T T 1 T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0
f1 (ma)

'H-NMR-spectrum (400 MHz) of Nb-benzyladenosine (4) in DMSO-ds at 303 K

b
2
£
a
£
5
E
N o W oo @ w o
anE 2 B2 2 58 8 R R g o
SLE 5 8§88 2 R ooe B 4 g
0N NV | [ 5] [
0
N SN
¢
NT™N
H
%= o
HO OH
|
|
|
|
\ J
Yo W MMMWW
T T T T T T T T T T T T T \g T 4 T
160 150 140 130 120 110 100 a0 80 70 60 40 30 20 10 0
f1 (ma)

13C-NMR-spectrum (100 MHz) of N®-benzyladenosine (4) in DMSO-ds at 303 K
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'H-NMR-spectrum (400 MHz) of N8-(2-phenylethyl)-adenosine (6) in DMSO-ds at 303 K
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'H-NMR-spectrum (400 MHz) of N8-furfuryladenosine (7) in DMSO-ds at 303 K

°
2
o
p--]
£
S
@
=
£
]
E
“mow ™~ m 0 o m a
T omma =S @ noo~ oo 2 2 @ oo
e —“a = S o ey noe = =
Lo =% = -1 20 m o = o o
i P WL &

T Y T T T T T Y T T T M T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
f1 (ma)

13C-NMR-spectrum (100 MHz) of Né-furfuryladenosine (7) in DMSO-ds at 303 K
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