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Figure S2.3C NMR (101 MHz, DMSO-ds) spectrum of 2
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Figure S3. HRMS spectrum of 2
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Figure S7.'H NMR (400 MHz, DMSO-ds) spectrum of 3
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Figure S8.3C NMR (101 MHz, DMSO-ds) spectrum of 3
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Figure S9. HRMS spectrum of 3
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Figure S11.3C NMR (101 MHz, DMSO-ds) spectrum of 4
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Figure S14. *C NMR (101 MHz, DMSO-ds) spectrum of 5
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Figure $15. HRMS spectrum of 5
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Figure S16.'H NMR (400 MHz, DMSO-ds) spectrum of 6
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Figure S17.3C NMR (101 MHz, DMSO-ds) spectrum of 6
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Figure S19.'H NMR (400 MHz, DMSO-ds) spectrum of 7
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Figure S20.°C NMR (101 MHz, DMSO-ds) spectrum of 7
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Figure S22.'H NMR (400 MHz, DMSO-ds) spectrum of 8
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Figure S23. 3C NMR (101 MHz, DMSO-ds) spectrum of 8

s s
x106]
e

w0
o
os
e nea T

F R R T T

Meas.mz  # Formula Score mz er Men mSg b e NR

ppm]  er | ma Cont vk

Ippm)

w1 cmmwens ww s 20 "B 0z msem o«

3 Shumrnson S5 i 2 o 35 s oem a

§ Shumnisoss i i a3 a3 mr bs em o«

i Cmiunraros e M o3 04 o Hs em

POmNARNSSs B Emwm & o m mem a

¢ Shnean B i 35 34 1o s em o«

7 Cmumesnsors  wm  smims 43 33 mi o ns em  a

P Cmunrunods  ma s a7 os b3 s em  a

3 Chinmnsoss Wi i %o 00 3 s oem o

@ Chunray B Gmim 25 90 Mo BS em &

Figure 524. HRMS spectrum of 8
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Figure 526.°C NMR (101 MHz, DMSO-ds) spectrum of 9
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Figure S27. HRMS spectrum of 9
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Figure 529.3C NMR (101 MHz, DMSO-ds) spectrum of 10
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Figure 532.3C NMR (400 MHz, DMSO-ds) spectrum of 11

Intens +MS, 121 2min #7072
10
20
458.1765
157
104
05] 1220065
00l e 915.3462
- 200 400 600 800 1000 1200 1400 1600 miz
Meas. miz # Formula Score miz er Mean  mSig rdb & N-R
[ppm] e ma Conf ule
[ppm]
458.1765 1 C24H24N70S 91.43 458.1758 -16 -1.7 298 165 even ok
2 C26H28NNaO3Ss 100.00 4581760 -10 11 124 125 even ok
3 C28H28NO3S 35.35 458.1784 4.3 42 18.0 155 even ok
4 C3MH24NO3 48.71 458.1751 3.1 -1.9 213 205 even ok
5 C20H24N7068 25.00 458.1783 39 50 3|2 125 even ok

Figure S33. HRMS spectrum of 11



2 8 RAABRRERAE resoo
1T RPN
Feooo
o Fss00
|
[ ‘ ‘ F5000
o
J [ 14500
F4000
F3s00
F3000
2500
il F2000
, i F1500
1000
tso0
|
a3 JL ¥ P
<3 g 88 8 78 8 3 -s00
1 13 12 1 10 9 ] 7 5 4 E] 2 1
f1 (ppm)
Figure S34.'H NMR (400 MHz, DMSO-ds) spectrum of 12
: § 2 jgnniiRggngioas: 2% T
T RN N T A F 100000
I 90000
\ I 80000
v\
\NH I 70000
N
©\ A/ﬂ\ >\ S/\< [
N N
H
I s0000
|-40000
I 30000
|- 20000
I 10000
! Il ! I ! |
I [
T T T T T T T T T T T T T T T T T T - 10000
190 180 170 160 150 140 130 120 110 100 70 60 50 40 30 20 10 -10

90
f1 (ppm)

Figure S35.°C NMR (101 MHz, DMSO-ds) spectrum of 12
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Figure §38.3C NMR (101 MHz, DMSO-ds) spectrum of 13
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Figure S39. HRMS spectrum of 13



rowu

BRBRRYILTRA

1150
1142
1138
1131

k]
—40
®
2
81
74
7

—4.

s
N\
;
J
Y

5500

5000

4500

4000

3500

3000

2500

2000

1500

1000

7

4

040

060
4 0d0=
060
100
1002

0
4 080—=
2011

2

3.5 13.0 125 120 115 1.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 00

I- 80000

— 16792
_-40.47
L35
3516
<3485

272

I~ 75000
I- 70000

|- 65000

/ I 60000

- 55000
\ HN
NH - 50000

X

N

|- 40000
I~ 35000
I~ 30000
I~ 25000
|- 20000
I- 15000
I 10000
IR L]

| | Lo

- -5000

T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)

Figure S41.3C NMR (101 MHz, DMSO-ds) spectrum of 14
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Figure S42. HRMS spectrum of 14
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Figure S44.3C NMR (101 MHz, DMSO-ds) spectrum of 15
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5232027 1 C23H3IN4O10 9135 5232035 2 60 105 ewen ok

2 G23H24N12Na02 7574 522067 20 27 179 175 even ok

3 C2H3IN4O5S 4742 5282010 33 37 192 145 ewen ok

4 C2IHIGN18 8310 5232035 14 22 208 215 ewen ok
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12 CBHBNaO 3268 52202 10 21 590 245 ewn ok

Figure S45. HRMS spectrum of 15
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Figure S47.°C NMR (101 MHz, DMSO-ds) spectrum of 16
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Figure S48. HRMS spectrum of 16
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Figure S50.3C NMR (101 MHz, DMSO-ds) spectrum of 17
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4731760 1 C25H25N602S 91.08 4731754 -11 -13 109 165 even ok

2 C27TH30NaO48s 100.00 4731757 05 07 128 125 even ok

3 C28H26N4Nas 60.95 4731770 23 21 164 175  even ok

4 C24H20N206S 3465 4731741 40 41 185 115 even ok

5 C32H2504 5032 4731747 286 12 26 205 even ok
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Figure S51. HRMS spectrum of 17
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Figure S53.3C NMR (101 MHz, DMSO-ds) spectrum of 18
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Figure S54.

HRMS spectrum of 18
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Figure S55.'H NMR (400 MHz, DMSO-ds) spectrum of 19
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Figure S56. °*C NMR (101 MHz, DMSO-ds) spectrum of 19
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Figure S57. HRMS spectrum of 19
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Figure S58. The effect of 10 uM compound concentration on MDA-MB-231 cell line viability after 24 and 48
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Figure S59. The effect of 10 uM compound concentration on IGR39 cell line viability after 24 and 48 h.
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Figure S60. The effect of 10 uM compound concentration on Panc-1 cell line viability after 24, 48, and 72 h.



Procedure S1. Evaluation of 10 uM compound concentration effect on cell line viability.

The effect of 10 uM compounds on cell viability was studied using 3-(4,5-dimethylthiazol-2-yl)-2,5-
diphenyltetrazolium bromide (MTT; Sigma-Aldrich Co., St Louis, MO, USA) assay. IGR39, MDA-MB-231,
and Panc-1 cells were seeded in 96-well plates (Corning) in triplicates at a volume of 100 pL at 4 x 103
cells/well). After 24 h, the cells were treated with 10 uM of compounds 4, 7, 8, 10, 14, 17, and 18. After 24 h,
48 h and 72 h (only Panc-1 cells), the MTT reagent has been added and cells were incubated for 4 h. Then the
medium was aspirated, and the formed formazan crystals were dissolved in 100 uL. DMSO (Sigma-Aldrich
Co., St. Louis, MO, USA). The absorbance was measured at 570 and 630 nm using a multi-detection
microplate reader. Compound effect on cell viability was calculated according to a formula:

A— A,

Relative cell viability (%) = ———
Anc — Ao

Where:

A —mean of absorbance of tested compound,

Ao —mean of absorbance of blank (no cells, positive control),

Anc — mean of absorbance of negative control (only cells, no treatment).



