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Figure S1. The 'H spectrum of compound 11a.
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Figure S2. The 'H spectrum of compound 11b.



124 sl ol g [ [124] 1 oL m 4
. | | 1 1 . P P P [ — . P P
g
5
&

% I |
s589' 1 — 3 overL— B SLTe
69C0°F Yr90E — EZigl

w 096t'Z w
z66EZ— 1005
eg5¥ 0062~/ L8

AlL o  EE— |
0gst'e J sg9ce — k\
Fuw o
68028 — ——58560 | g — P T
£ B ¥657'9 896
Lp61°L
it ‘
eL624— [ e 15271 — e
SELEL— 50671 JE— B0
svaeL oEPTL -
05008, QoevL L6280
8sLo8—— = N
8 LL9vL _ 8P00"
rarve 6284 2
S9EE'L
15078
26078
15278
000"
e L
BZSZ0L — J‘mpm.o vEZEOL — T =) 0ogE
o
— SvesLL— —_— SE00L]
- L
- 180°ZL — 8%
. -
B86YZH ({ — 0 oot c
BL082F — B E— ————%0001 =)
L o) slaoel — —_— 28580 |
o
o
-
ly ©
=
-
9}
2.
92}
=
Q
{ [ <
S~ LB /
676181 W — . 550 . 1SPEELIN— 07650
—
~ 1 .,_ o AT
/ \ wnn
[}
Fa «ul
20
=

[epm]

Figure S4. The 'H spectrum of compound 11d.
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Figure S5. The 'H spectrum of compound 11e.
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Figure S6. The 'H spectrum of compound 11f.
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Figure S7. The 'H spectrum of compound 11g,.
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Figure S8. The 'H spectrum of compound 11h.
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Figure S9. Scheme of protospacers (TDP2-gRNA1 and TDP2-gRNA1) and primers location in TDP2 gene
(A) and PCR analysis of CRISPR/Cas9-induced deletion (B): lanes: 1) DNA ladder Step100 (Biolabmix,
Novosibirsk, Russia; 2-7) PCR analysis of HEK293FT clones genomic DNA with primers for detecting a
deletions (TDP2-Del-F and TDP2-Del-R); 8) H20 with primers TDP2-Del-F and TDP2-Del-R; 9-14) PCR
analysis of HEK293FT clones genomic DNA with primers for the detection of the wild-type alleles (TDP2-
In-F and TDP2-In-R); 15) H20 with primers TDP2-In-F and TDP2-In-R; * - these two cell clones were
selected for further analysis.



Table S1. Molecular docking results

D Docking IFD Interactions
. Emodel - T . .
ligand score score . Other interactions
Stacking
Arg276 mt-cation
Trp307, Ser236, Arg276, Asn274 - H-bond
C-la 8463 -93.324  -469.56 Tyr321 Ley134, Trp307, Ley315, Tyr321 -
hydrophobic
Asn274 - H-bond
()-11b 7112 -94008 -469.67 Phe325 Ley315, Tyr321 - hydrophobic
Arg276 m-cation
(-)-11c  -8.033  -108.527 -469.14  Trp307 Arg276 - H-bond
Trp307, Tyr321 - hydrophobic
Trp307, - A sno74 §;§22;161 / f;‘?f;;? I;s;zc;n H-bond
(-)-11d  -8.613  -113.831 -468.70 Ty}‘321, Ley134, Trp307, Ley315, Tyr321 -
His323 .
hydrophobic
Trp307, Arg241, Arg276 mt-cation
(-)-11e  -7.524 -98.671  -467.97  Tyr321, Arg276, Asn274 - H-bond
His323 Trp307, Ley315 - hydrophobic
Trp307, Arg276 m-cation
(-)-11g 7.335 104.451 -468.41 Tyr321 Ley315 - hydrophobic
Trp307, Arg241 m-cation
(-)-11h -8.649 -120.321  -468.01 Phe325 Asn274, Arg276 - H-bond

Ley134, Trp307, Ley315 - hydrophobic




