himica w1355
G echno J* : k;%-r Supple'mentary
=i materials

Synthesis and cytotoxic activity of (2-arylquinazolin-4-

ylDhydrazones of 2-hydroxybenzaldehydes

Emiliya V. Nosova 2®" %2 Ilya I. Butorin # “', Margarita D. Likhacheva 2,

Svetlana K. Kotovskaya ?

a: Institute of Chemical Engineering, Ural Federal University, Ekaterinburg

620009, Russia
b: I. Postovsky Institute of Organic Synthesis, Ural Division of the Russian

Academy of Sciences, Ekaterinburg 620219, Russia

* (E-mail: emilia.nosova@yandex.ru)



mailto:emilia.nosova@yandex.ru
mailto:emilia.nosova@yandex.ru
http://orcid.org/0000-0002-0177-1582
https://orcid.org/0000-0003-3403-5079

(Zh"g!: lh ?'e(l) : ,_;‘ Supplementary

N OH
HN"
F.
SN
=
F N
3c
378 = z o o
Mosova M-13A o o EQE gy
N VNN
v _ Irr if

1.55.

materials

FES T T
. 8 £38  288% 25
s E %28 =20E% aa
T T T T T T T T T T T T T T T
16 15 14 13 12 11 10 9 8 7 3 5 4 3 1
1 (ma)

Figure S1 NMR 'H spectra of salicylidenehydrazonoquinazoline 3¢ in DMSO-de.
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Figure S2 NMR '°F spectra of salicylidenehydrazonoquinazoline 3¢ in DMSO-ds.
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Figure S3 NMR "3C spectra of salicylidenehydrazonoquinazoline 3¢ in DMSO-ds.
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Figure S4 Mass spectra (EI) of salicylidenehydrazonoquinazoline 3c.
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Figure S5 NMR 'H spectra of salicylidenehydrazonoquinazoline 3d in DMSO-ds.
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Figure S6 NMR '°F spectra of salicylidenehydrazonoquinazoline 3d in DMSO-ds.
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Figure S8 Mass spectra (EI) of salicylidenehydrazonoquinazoline 3d.
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Figure S9 NMR 'H spectra of chloroquinazoline 8 in DMSO-de.
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Figure S10 NMR "°F spectra of chloroquinazoline 8 in DMSO-ds.
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Figure S11 NMR 'H spectra of salicylidenehydrazonoquinazoline 9a in DMSO-de.
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Figure S12 NMR "F spectra of salicylidenehydrazonoquinazoline 9a in DMSO-ds.
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Figure 13 NMR 3C spectra of salicylidenehydrazonoquinazoline 9a in DMSO-de.
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Figure S14 Mass spectra (EI) of salicylidenehydrazonoquinazoline 9a.
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Figure S15 NMR 'H spectra of salicylidenehydrazonoquinazoline gb in DMSO-de.
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Figure S16 NMR '°F spectra of salicylidenehydrazonoquinazoline gb in DMSO-ds.
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Figure S17 NMR 3C spectra of salicylidenehydrazonoquinazoline gb in DMSO-ds.



himica Supplementary
echno
materials
Line#:1 R.Time:2.498(Scan#:980)
MassPeaks:70
RawMode:Single 2.498(980) BasePeak:239(4541713)
Dos.pes.:3.092(1218) Group | - Event |
10‘3_E 7F9
o0
03
103
03
509 392
3 223
403
E 265
E 118
E 76 103
E 9 ‘ 2 v
51
E 63
E 196
3 3|9 |‘| ||I| .‘| |‘| \l. |I||\Hg 1y ]%4 I?g || | n I } 398
30 50 70 a0 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390
miz

Figure S18 Mass spectra (EI) of salicylidenhydrazonoquinazoline gb.

Figure S19 Redocking results of azolopyrlmldlne derivative, CK2 inhibitor (CHEMBL2062585): real
position of ligand is shown in  green; calculated positions are  colored;
RMSD(CHEMBL2062585) = 0.89A, AGcuembLaos2585 = —10.67 kcal/mol.
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Figure S20 Docking results for ligandg9a: A - The positions of native ligand
CHEMBL2062585 (green) and docked ligand 9a (colored atoms) in active center of CK2; B —-Non-
covalent interactions of the native ligand CHEMBL2062585; C - Non-covalent interactions of the
docked ligand 9a.
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Figure S21 Cell growth inhibition curves for salicylidenehydrazones 1, 3, 9.



