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Figure S1A. Trypan blue assay. The effect of compounds 1, 2, 3, 8 and 9 on cell number in SW480, SW620, PC3, K-562 and HaCaT
cells. Cells were incubated for 72 h with tested compounds used in their ICso concentrations, then cells were harvested, stained with
trypan blue, and analyzed using cell counter. Data are expressed as the mean + SD. *** p<0.001, ** p<0.01, * p<0.05, as compared to the

control.
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Figure S1B. Trypan blue assay. The effect of compounds 1, 2, 3, 8 and 9 on viability in SW480, SW620, PC3, K-562 and HaCaT cells.

Cells were incubated for 72 h with tested compounds used in their ICso concentrations, then cells were harvested, stained with trypan

blue, and analyzed using cell counter. Data are expressed as the mean + SD. *** p<0.001, ** p<0.01, * p<0.05, as compared to the control.
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Figure S2. Effects of compounds 1-3, 8 and 9 on IL-6 levels, measured by ELISA test. Data are expressed as the mean + SD ,*** p<0.001,
** p<0.01, * p<0.05, as compared to the control.
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Structural formulas of compounds 3-8, 11.
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1H NMR and®C NMR spectra of compounds 3-8, 11.
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Parameter Value 5 R ERRE 3 R
2 a ORKNNKN ™ w
1 Comment 33272-1H | | NN/
ANF-41
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.1
7 Pulse Sequence 2930
8 Number of Scans 40
9 Receiver Gain 200
10 Relaxation Delay 0.0000
11 Pulse Width 14.5000
12 Acquisition Time 3.5001
13 Acquisition Date 2021-02-12T01:56:13 .
14 Modification Date 2021-02-12T01:56:14
15 Spectrometer Frequency 300.20
16 Spectral Width 6009.6
17 Lowest Frequency -1153.4
18 Nucleus 1H
19 Acquired Size 21034
20 Spectral Size 65536
|
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Spectrum 1. '"H NMR of compound 3 (300 MHz, DMSO-ds).
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Parameter Value
1 Comment 33272-13C
ANF-41
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.2
7 Pulse Sequence zgpg30
8 Number of Scans 1800
9 Receiver Gain 200
10 Relaxation Delay 1.5000
11 Pulse Width 10.0000
12 Acquisition Time 1.7302
13 Acquisition Date 2021-02-12T03:36:48
14 Modification Date 2021-02-12T03:36:49
15 Spectrometer Frequency 75.49
16 Spectral Width 18939.4
17 Lowest Frequency -825.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
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Spectrum 2. 3C NMR of compound 3 (75.5 MHz, DMSO-ds).
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Parameter Value § ] SRR a ]
2 o NNNKN - w
1 Comment 33273-1H | | A T S
ANF-42
2 Origin Bruker BioSpin GmbH
3 Owner nnr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.1
7 Pulse Sequence 2930
8 Number of Scans 40
9 Receiver Gain 200
10 Relaxation Delay 0.0000
11 Pulse Width 14.5000
12 Acquisition Time 3.5001
13 Acquisition Date 2021-02-12T703:41:01
14 Modification Date 2021-02-12703:41:02
15 Spectrometer Frequency 300.20
16 Spectral Width 6009.6
17 Lowest Frequency -1153.4
18 Nucleus 1H il
19 Acquired Size 21034
20 Spectral Size 65536
|
Jo I
T T A
g8 8 838388
~— - O v M
T k T % T b T 4 T v T 5 T ¥ % T T T T % T L T 4 T T T T T T T T T T T T L T T
13.5 125 11.5 10.5 95 9.0 85 80 75 f17i0 )6.5 60 55 50 45 40 35 30 25 20 15 10 05 0.0
ppm

Spectrum 3. "H NMR of compound 4 (300 MHz, DMSO-ds).
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Parameter Value
1 Comment 33273-13C
ANF-42
2 Origin Bruker BioSpin GmbH
3 Owner nnr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.1
7 Pulse Sequence 2gpg30
8 Number of Scans 1800
9 Receiver Gain 200
10 Relaxation Delay 1.5000
11 Pulse Width 10.0000
12 Acquisition Time 1.7302
13 Acquisition Date 2021-02-12T05:21:36
14 Modification Date 2021-02-12T05:21:37
15 Spectrometer Frequency 75.49
16 Spectral Width 18939.4
17 Lowest Frequency -825.2
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
III
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230 220 210 200 190 180 170 160 150 140 130 1%&) ( 11)0 100 90 80 70 60 50 40 30 20 10 -10
ppm

Spectrum 4. *C NMR of compound 4 (75.5 MHz, DMSO-ds).
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Parameter Value ggp# gengren 2 K
o oa NNNNNNKN N
1 Comment 33244-1H LTS S\ |
ANF-37
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.1
7 Pulse Sequence 2930
8 Number of Scans 40
9 Receiver Gain 200
10 Relaxation Delay 0.0000
11 Pulse Width 14.5000
12 Acquisition Time 3.5001
13 Acquisition Date 2021-02-11T17:17:39
14 Modification Date 2021-02-11T17:17:40
15 Spectrometer Frequency 300.20
16 Spectral Width 6009.6
17 Lowest Frequency -1153.4
18 Nucleus 1H
19 Acquired Size 21034
20 Spectral Size 65536
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Spectrum 5. "H NMR of compound 5 (300 MHz, DMSO-ds).
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Parameter Value
1 Comment 33244-13C
ANF-37
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.1
7 Pulse Sequence zgpg30
8 Number of Scans 1800
9 Receiver Gain 200
10 Relaxation Delay 1.5000
11 Pulse Width 10.0000
12 Acquisition Time 1.7302
13 Acquisition Date 2021-02-11T18:58:14
14 Modification Date 2021-02-11T18:58:15
15 Spectrometer Frequency 75.49
16 Spectral Width 18939.4
17 Lowest Frequency -825.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
|
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. I lh.
) T V. T ) T T T ¥ T " T $ T X T ¥ T . T N T y T » T L] T L7 T . T . T » T y T L T L] T ) T LS T | T L T
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Spectrum 6. *C NMR of compound 5 (75.5 MHz, DMSO-ds).
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Parameter

1 Comment

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Number of Scans
Receiver Gain

10 Relaxation Delay
11 Pulse Width

12 Acquisition Time
13 Acquisition Date
14 Modification Date

O W NV A WN

Value
33271-1H
ANF-38
Bruker BioSpin GmbH
nnr
spect
DMSO
298.1
230
40
200
0.0000
14.5000
3.5001
2021-02-11T22:32:35
2021-02-11T22:32:36

15 Spectrometer Frequency 300.20

—10.03

—9.64

—8.31
—7.96
7.56
7.48
739
7.38
7.28
—2.50
—2.23

/
X

16 Spectral Width 6009.6
17 Lowest Frequency -1153.4
18 Nucleus 1H
19 Acquired Size 21034
20 Spectral Size 65536
ooy LR i
8 8 NARK8ER 8
- el e e ba el ~m
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
12.5 11.5 10.5 95 90 85 80 75 70 2 6.5 ) 60 55 50 45 40 35 30 25 20 15 10 05 0.0
1 (ppm

Spectrum 7. "H NMR of compound 6 (300 MHz, DMSO-ds).
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Parameter Value ) ARBIBBARAGLES N e Q
g £BRAR’ANEAS g a 5
1 Comment 33271-13C
s | STV |
2 Origin Bruker BioSpin GmbH
3 Owner nnr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.2
7 Pulse Sequence zgpg30
8 Number of Scans 3600
9 Receiver Gain 200
10 Relaxation Delay 1.5000
11 Pulse Width 10.0000
12 Acquisition Time 1.7302
13 Acquisition Date 2021-02-12T01:51:59
14 Modification Date 2021-02-12701:52:00
15 Spectrometer Frequency 75.49
16 Spectral Width 18939.4
17 Lowest Frequency -825.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
|
|
' 0 | 151 |
]
| |l|. L
J T ¥ T L T T * T T L T » T T L T T T X T L T T L T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 1%(11 ( 11)0 100 90 80 70 60 50 40 30 20 10 -10
ppm

Spectrum 8. 3C NMR of compound 6 (75.5 MHz, DMSO-ds).
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Parameter Value 3 8 SRRRRBBRBIARS R

= o GRNNNNNNNRNRNKNN N

1 Comment 33243-1H | | e ="
ANF-36
2 Origin Bruker BioSpin GmbH
3 Owner nnr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.1
7 Pulse Sequence 2930
8 Number of Scans 40
9 Receiver Gain 200
10 Relaxation Delay 0.0000
11 Pulse Width 14.5000
12 Acquisition Time 3.5001
13 Acquisition Date 2021-02-11T15:32:31
14 Modification Date 2021-02-11T15:32:32
15 Spectrometer Frequency 300.20
16 Spectral Width 6009.6
17 Lowest Frequency -1153.4
18 Nucleus 1H
19 Acquired Size 21034 |
20 Spectral Size 65536
|
|
A J )

: £ EYES

— - -
LE T y T L] T L T ¥ T L T L T v T ¥ T T . T L) T ¥ T L] T L4 T L T T L5 T T T T T T T T T T 1
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ppm

Spectrum 9. '"H NMR of compound 7 (300 MHz, DMSO-ds).
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Parameter Value
1 Comment 33243-13C |
ANF-36
2 Origin Bruker BioSpin GmbH
3 Owner nnr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.2
7 Pulse Sequence zgpg30
8 Number of Scans 1800
9 Receiver Gain 200
10 Relaxation Delay 1.5000
11 Pulse Width 10.0000
12 Acquisition Time 1.7302
13 Acquisition Date 2021-02-11T17:13:23
14 Modification Date 2021-02-11T17:13:24
15 Spectrometer Frequency 75.49
16 Spectral Width 18939.4
17 Lowest Frequency -824.7
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
|
| I | l
I
\| 'l
1 ul,
T " T » T T ¥ T T T T T T o T T T . T T T T T T T T T T
220 210 200 190 180 170 160 150 140 130 120 f11%0 ) 100 90 80 70 60 50 40 30 20 10
ppm

Spectrum 10. *C NMR of compound 7 (75.5 MHz, DMSO-ds).
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Parameter Value
1 Comment 33246-1H
ANF-40
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.1
7 Pulse Sequence 2930
8 Number of Scans 40
9 Receiver Gain 200
10 Relaxation Delay 0.0000
11 Pulse Width 14.5000
12 Acquisition Time 3.5001
13 Acquisition Date 2021-02-11T20:47:48
14 Modification Date 2021-02-11T20:47:49
15 Spectrometer Frequency 300.20
16 Spectral Width 6009.6
17 Lowest Frequency -1153.4
18 Nucleus 1H
19 Acquired Size 21034
20 Spectral Size 65536
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1 (ppm

Spectrum 11. '"H NMR of compound 8 (300 MHz, DMSO-ds).
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Parameter Value
1 Comment 33246-13C
ANF-40
2 Origin Bruker BioSpin GmbH
3 Owner nnr !
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.1
7 Pulse Sequence 2gpg30
8 Number of Scans 1800
9 Receiver Gain 200
10 Relaxation Delay 1.5000
11 Pulse Width 10.0000
12 Acquisition Time 1.7302
13 Acquisition Date 2021-02-11T722:28:25
14 Modification Date 2021-02-11T722:28:26
15 Spectrometer Frequency 75.49
16 Spectral Width 18939.4
17 Lowest Frequency -824.4
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
|
|
|
|
| l .
T T T T Ll T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 f11 %0 ) 100 90 80 70 60 50 40 30 20 10
ppm

Spectrum 12. 3C NMR of compound 8 (75.5 MHz, DMSO-ds).
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Parameter Value ] SXBARSLT

10.09

s  3XBRYLLY & 2
— NINISININININS Ll o~

1 Comment 33245-1H Y sSSS Va |

ANF-39
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.1
7 Pulse Sequence 2930
8 Number of Scans 40
9 Receiver Gain 200
10 Relaxation Delay 0.0000
11 Pulse Width 14.5000
12 Acquisition Time 3.5001
13 Acquisition Date 2021-02-11T19:02:26
14 Modification Date 2021-02-11T19:02:27
15 Spectrometer Frequency 300.20
16 Spectral Width 6009.6
17 Lowest Frequency -1153.4
18 Nucleus 1H
19 Acquired Size 21034
20 Spectral Size 65536

|

1.92-1
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6.5
f1 (ppm)
Spectrum 13. '"H NMR of compound 11 (300 MHz, DMSO-ds).
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Parameter Value
1 Comment 33245-13C
ANF-39
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.2
7 Pulse Sequence zgpg30
8 Number of Scans 1800
9 Receiver Gain 200
10 Relaxation Delay 1.5000
11 Pulse Width 10.0000
12 Acquisition Time 1.7302
13 Acquisition Date 2021-02-11720:43:03
14 Modification Date 2021-02-11T20:43:04
15 Spectrometer Frequency 75.49
16 Spectral Width 18939.4
17 Lowest Frequency -825.2
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
|
Il I i
’ 1l
. T T T * T = T v T T T * T o T ’ T ' T * T ' T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 lf%lo( %00 90 80 70 60 50 40 30 20 10
ppm

Spectrum 14. 3C NMR of compound 11 (75.5 MHz, DMSO-ds).
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Table S1. High Resolution Mass Spectra (HRMS) of compounds 4, 6, 7, 11.

compound 4
[M-HI-

Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-0.5, max =50.0
Monoisotopic Mass, Odd and Even Electron Ions

2252 formula(e) evaluated with 56 results within limits (up to 50 closest results for each mass)

Minimum:

Maximum:

Mass Calc. Mass

362.9732 362.9732
362.9731 0.0
362.9731 0.0
362.9732 -0.1
362.9731 0.1
362.9731 0.1
362.9733 -0.1
362.9733 -0.1
362.9730 0.1
362.9733 -0.2
362.9734 -0.2
362.9729 0.3
362.9735 -0.4
362.9728 0.4
362.9728 04
362.9736 -0.4
362.9726 0.5
362.9726 0.5
362.9737 -0.6
362.9726 0.6
362.9738 -0.6
362.9726 0.6
362.9738 -0.6

200.0 5.0
mDa

0.0 0.0
0.1 2.0
0.1 3.0
-0.2 14.0
0.2 10.5
0.3 10.0
-0.3 14.0
-0.3 13.0
0.3 10.5
-0.4 5.5
-0.6 5.5
0.8 6.5
-1.0 6.0
1.0 17.5
1.0 8.5
-1.1 6.0
1.4 6.5
1.5 4.0
-1.5 9.5
1.6 14.0
-1.6 10.0
1.6 5.0
-1.7 9.5

-0.5
50.0

PPM DBE Formula
2.0 C8 H11 N3 O3 F2 Na CI3

C8 H9 N3 O F5 ClI3

C9 H8 N O3 F5 Na S Cl
C17 H5 N O F3 S
Cl12 H6 N4 O3 F Na S Cl
C15 H9 N F2 Na 52 Cl
C17 H7 N O3 Na S Cl
Cl6 H8 N3 O CI3

Cl2 H4 N4 O F4 S (1
C13 H10 O F4 CI3

C13 H12 O3 F Na CI3
C10 H8 N4 F3 Na S2 Cl
C9 H7 N5 F4 S CI2

C19 H5 N2 02 CI2

C14 H10 O3 F2 S2 Cl

C9 H9 N5 O2 F Na S CI2
C11 H6 N2 O2 F5 CI2

C8 H12 N5 O3 S CI3

Cl14 H8 N2 F3 S CI2

Cl14 H4 N5 O2 F CI2

C11 H5 N5 O3 F2 CI2

C9 H9 N3 O3 F3 52 Cl
C14 H10 N2 O2 Na S CI2

225




362.9738
362.9725
362.9724
362.9740
362.9740
362.9741
362.9722
362.9722
362.9742
362.9721
362.9742
362.9742
362.9721
362.9743
362.9720
362.9744
362.9720
362.9720
362.9744
362.9719
362.9719
362.9744
362.9745
362.9718
362.9746
362.9717
362.9715

-0.6
0.7
0.7
-0.8
-0.8
-0.9
0.9
1.0
-1.0
1.0
-1.0
-1.1
1.1
-1.1
1.1

1.2
1.2
-1.2
1.2
1.2
-1.3
-1.3
1.4
-1.5
1.5
1.6

-1.7
1.9
2.0
-2.1
-2.3
-2.5
2.6
2.7

2.8
-2.9
-2.9

4.2
4.5

25
25
10.0
13.5
2.5
4.0
9.5
9.5
6.5
8.0
6.0
15.0
18.0
7.5
6.0
17.5
6.0
7.0
10.0
14.5
4.5
9.0
1.5
3.5
12.5
12.5
10.5

C8 H7 N2 O3 Fé6 CI2

C9 H10 N2 O F4 Na S CI2
C12 H8 N5 O Na S CI2
Cl6 H6 N2 O3 F CI2

C7 H9 N4 O F4 Na S2 C1
C9 H6 N3 F6 Na CI2

Cl16 H11 O2 Na CI3

Clé H9 F3 CI3

C9 H5 N4 O2 F5 S (1
Cl4 H12 N O F S2 CI2
Cl12 H10 N O F3 Na S2 Cl
C17 H5 N3 F Na CI2

C20 H4 N F2 S

Cl14 H7 F5 Na CI2

C11 H10 N3 O2 F Na CI3
C17 H4 N4 02 S Cl

C11 H8 N3 F4 CI3

Cl12 H7 N O2 F4 Na S Cl
Cl4 H6 N O2 F4 S (1
C15 H5 N4 O2 Na S Cl
C9 H11 N4 O F2 S2 CI2
C13 H9 N3 O2 F CI3

C10 H11 O2 F5 CI3

C7 H6 N4 O2 F5 Na S Cl
C18 H10 O2 CI3

C17 H9 O2 F S2 Cl

C14 H7 N2 O3 F Na CI2
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File Edit Display Process Tools Window Help

2| alp| simle) o] 8afT ] X #[+ [zl Slm)

20074_WUM_KiZBCh_neg =1
IAMNF 42
20074 WM _KIZBCh neg 201 (2.010) Crm [200:222) TOF M3 ES-
3630_9g50 5.2683
o0 5262|3912
i
%
me [
1587 2113 952 -
290 243
E’I T T 1 4 T T b I 1 T I T T T T T T T T I 1 T I T T T I T T T Im‘,‘Z
75 100 125 150 175 200 225 250 275 300 325 350 3Y5 400 425 450 475 500 525 550 6YS 600 625 680 6¥S YOO 25 VRO VY5 800
20074_WUM_KiZBCh_neg [_ 0]
IAMNF 42
20074_WUNM_KIZBCh_neg 201 (2.010) Cm (200 222) TOF M3 ES-
100 3E2 9732 5 2FE3

3649776

364.0018 3570055

367 8852
03 T T T T T T T T f T T T T T T T ¥ T T T T T T T m/z
343 354 355 386 357 348 358 360 361 362 363 364 365 366 367 368 368 370 371 372 373 374 375 376 377
20074 WUM_KiZBCh_neg =
IAMNF 42
20074 _WUM_KIZBCh_neq (0.009) 15 (1.00,1.00) C14HECI2FEN2S TOF M5 ES-
362.9737 463812
100
364.9709
%
53,3767 WEIE2 357 g7y
| I I
0 T T T T T T T T T T T T T T T T T T T T T T T T mass
353 354 355 356 357 358 359 360 361 J62 363 364 365 366 367 368 363 a7a 371 372 373 374 3rs 378 a7
iaﬁlalll ¥ MassLyns - DEFAULT - I W LCT - emasslpnxhdefault | Ehrnmalngram-[ZUD?d_ I Specl[um EEIEmental Campazsition I &8 Calculatar | @unhtled-l:‘amt I |@@EQ%@EEE%;@ 15:59
Compound 6 | Single Mass Analysis
[M-H] Tolerance =5.0 PPM / DBE: min =-0.5, max =50.0

Monoisotopic Mass, Odd and Even Electron Ions
2888 formula(e) evaluated with 50 results within limits (up to 50 closest results for each mass)

Minimum: -0.5

Maximum: 200.0 5.0 50.0

Mass Calc. Mass mDa PPM DBE  Formula

343.0299 343.0300 -0.1 -0.3 1.0 C9 H15 N3 F4 S CI2
343.0300 -0.1 -0.3 11.0 C15 H9 N3 O F2 Na Cl
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343.0297
343.0300
343.0300
343.0302
343.0302
343.0302
343.0295
343.0295
343.0295
343.0295
343.0304
343.0293
343.0304
343.0293
343.0293
343.0305
343.0293
343.0306
343.0306
343.0291
343.0307
343.0307
343.0291
343.0290
343.0290
343.0308
343.0289
343.0289
343.0309
343.0288
343.0287
343.0311
343.0311

0.4
-0.4
-0.5
-0.9
-0.9
-1.0
1.0
1.0
1.1
1.2

1.6
-1.6
1.6
1.7

1.8
-2.1
-2.2
2.3
-2.3
-24
24
24
24

29
29

3.0
3.5
-3.5
-3.7

8.0
1.0
3.5
4.5
14.5
5.0
4.5
5.5
5.5
13.0
8.5
2.0
5.0
1.5
2.0
6.5
12.5
9.0
1.5
1.5
10.0
0.5
9.0
0.0
18.5
12.5
7.5
5.0
4.0
15.0
4.0
7.0
7.0

Cl6 Hl6 N O CI3

C9 H17 N3 O2 F Na S CI2
C12 H11 O F6 Na Cl

Cl4 H16 F3 S CI2

C20 H10 O F Na Cl

C11 H13 N3 O3 F2 CI2
Cl11 H15 N4 O F CI3

Cl2 H14 N2 O3 F Na S Cl
Cl12 H12 N2 O F4 S Cl
C15 H10 N5 O S Cl

Cl6 H14 O3 F CI2

C7 H13 N5 O3 F2 Na S Cl
C10 H15 N5 O Na S2 Cl
C10 H16 N2 F3 Na S2 Cl
C7 H11 N5 O F5 S (1
C12 H12 N4 F2 Na CI2
C19 H13 02 CI2

Cl12 H11 N5 O2 F S Cl
C9 H13 N2 O2 F5 S Cl
Cl11 H14 O2 F5 CI2

C17 H13 N F Na CI2

C8 H16 N4 O2 F2 CI3
C14 H12 N3 O2 F CI2

C9 H17 N O3 E3 S2 Cl
C23 H9 Na Cl

C17 H12 N2 02 S Cl

C15 H10 F5 Na Cl

C12 H16 N3 O Na S CI2
C13 H17 N O2 F CI3

C18 H8 N3 F Na Cl

C10 H9 N3 F6 Na Cl

C12 H8 N3 Fé6 Cl

C12 H10 N3 O2 F3 Na Cl
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343.0286
343.0313
343.0313
343.0313
343.0284
343.0313
343.0313
343.0284
343.0284
343.0284
343.0284
343.0284
343.0315
343.0282
343.0316

1.3
-1.4
-1.4
-1.4
1.4
-1.5
-1.5
1.5
1.5
1.5
1.5
1.5
-1.7
1.7

3.8
-4.0
-4.1
-4.1
4.2
-4.2
-4.2
4.3
4.3
4.3
44
44
-4.8
4.9

13.5
18.0
8.0
10.5
1.0
0.5
10.5
2.5
8.5
9.5
10.0
9.5
1.0
6.0
1.0

C17 H9 N2 O3 F Cl

C20 H7 N3 F Cl

Cl14 H15 N3 O S CI2

C17 H9 F5 Cl

Cl11 H16 N F4 CI3

Cl11 H17 O F4 S CI2

C17 H11 O2 F2 Na Cl

C9 H10 N2 O3 Fé6 Cl

Cl4 H14 N4 CI3

C15 H13 N2 O2 Na S Cl
C12 H8 N5 O3 F2 Cl

C15 H11 N2 F3 S Cl

C7 H14 N5 F4 S2 Cl

C10 H12 N5 O2 F Na S Cl
C7 H16 N5 O2 F Na S2 Cl
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Spectrum [_[=]x]

File Edit Display Process Toole Window Help
zlap| sEBe] 0] ®Aafm | x| #] e +[8] B(H]

20075 WUM_KiZBCh_neg =] 9

IANF-38

20075 WUM_KIZECh_neg 203 (2.030) Cm (1:210)

TOF M5 ES-
100 343.0_  _3631 161ed
15875 16120
g 6.2
% 4457
DIII"''I"''I'"'I'"'\"''I"‘'I''"I‘'"I""I"''I"''I'"'I"''I""I""I""I""I"'I""I""I""'"'I""I""I""I""I""I m.liz
100 200 200 400 500 00 700 200 900 1000 1100 1200 1300 1400
20075_WUM_KiZBCh_neg =1 B3
IAMNF-38

20075_WUM_KIZBCh_neg 203 (2.030) Cm (1:210)

TOF MS ES-
100 343.0299 1594
345.0845
%
3441005
346.1057 ;4?.1 105
a T T T T T T T T T T T T T T T T T t T T T T T T Mz
334 335 336 337 338 339 340 341 342 343 344 345 346 347 348 349 350 3481 382 353 354 385 3586 387
20075_WUM_KZBCh_neg =] 9
IANF-38
20075 WUM_KIZBCh_neqg (0.009) 15 (1.00,1.00) C18H11CIFIN2S TOF MS ES-
100 343.0284 6.04e12
% 345 (1256
344.0313
| 346.0284 ;‘1?-0241
0 T T T T T T T T T T T T |I T T T T T T T T T T T Mass
334 335 336 337 338 339 340 341 342 343 344 345 346 347 348 349 380 381 382 383 384 355 356 387
=] Stalll 7 MassLynx - DEFAULT - D| . LCT - c:\masslynx\default...l Chlomatogram - [20075_... ”Specllum EE‘EI‘“EHH Composition | [ Calculator | untitled - Painit | |@@§”$@EEE%$ 1E:15
Compound 7 | Single Mass Analysis
[M-H] Tolerance =5.0 PPM / DBE: min = -0.5, max =50.0

Monoisotopic Mass, Odd and Even Electron Ions

1431 formula(e) evaluated with 33 results within limits (up to 50 closest results for each mass)
Minimum: -0.5

Maximum: 200.0 5.0 50.0

275



Mass Calc. Mass

363.0379 363.0379
363.0380 0.0
363.0378 0.1
363.0378 0.2
363.0378 0.2
363.0381 -0.2
363.0375 0.5
363.0384 -0.5
363.0373 0.7
363.0386 -0.7
363.0389 -0.9
363.0389 -1.0
363.0369 1.1
363.0368 1.1
363.0391 -1.1
363.0368 1.1
363.0391 -1.1
363.0391 -1.2
363.0391 -1.2
363.0367 1.2
363.0367 1.3
363.0367 1.3
363.0366 1.3
363.0393 -1.3
363.0394 -1.5
363.0365 1.5
363.0364 1.5
363.0363 1.6
363.0396 -1.6
363.0396 -1.7
363.0362 1.7
363.0362 1.8

mDa
0.0

0.4
0.4
0.5

1.3
-1.3
1.8
-1.9
-2.6
-2.7
29
3.0

3.1
-3.2
-3.2
-3.3
34
3.5
3.5
3.6
-3.7
-4.0
4.1
4.3
44
-4.5
-4.6
4.8
4.9

0.0
6.5
2.5
3.0
10.0
17.5
8.0
0.5
4.5
4.0
6.0
6.0
10.5
10.5
9.5
18.0
10.0
9.5
25

7.0
6.5
7.0
13.5
4.0
3.0
5.0
12.0
15.0
7.5
1.5
1.0

PPM DBE Formula
14.0 C15 H5 N5 O2 F4
C12 H7 N2 O2 F8

C10 H11 N2 O F7 Na S
C7 H6 N5 O2 F9

C13 H9 N5 O F3 Na S
C20 H6 N2 O2 F3

C15 H13 N O F4 S2

C7 H13 N4 O2 F6 S2
C10 H12 N4 O F5 S2
C12 H14 N O2 F5 32
C10 H8 N5 F7 S

C10 H10 N5 O2 F4 Na S
C15 H8 N2 O3 F4 Na
C15 H6 N2 O F7

C15 H9 N2 F6 S

C18 H4 N5 O F3

C12 H6 N5 O3 F5

C15 H11 N2 O2 F3 Na S
C9 H8 N2 O3 F9

C7 H9 N2 O3 F9 Na
C10 H7 N5 O3 F5 Na
C13 H10 N2 F6 Na S
C10 H5 N5 O F8

C17 H7 N2 O3 F4

C10 H7 N3 F9 Na

C8 H9 N5 F7 Na S

C12 H11 N O3 F6 S

C18 H12 N F3 S2

C18 H6 N3 F4 Na

C15 H8 F8 Na

C7 H10 N4 O3 F7 S

C10 H13 N F8 S2
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363.0361 1.8 5.0 8.5 C13 H11 N4 F4 S2
File Edit Display Process Tools “Window Help

Z| ale| @|w(m] o] @A ] XX #]«|+[2] 5|

20076_WUM_KiZBCh_neq M=l

IANF -36
20076_WUM_KIiZBCh_neg 78 (0.780) Cm (1:79)

TOF M5 ES-
IE30_ 64123
100 6403
% 54.0
1473
1588
421
DT Tttt e e et e T 1T
100 150 200 2430 300 340 400 480 500 540 £00 f90 700 7450 800 8a0 a00 90
20076_WUM_KiZBCh_neq - O]x]

IANF-36
20076_WUM_KIZECH_neg 78 (0.780) G (1:79)

TOF M3 ES-
100 3B3.0379 64183
Yo
3B4.0487
365.0429
o 1 1 1 L 1 L T 1 1 1 T T 1 T T T I I I 1 1 L miz
324 355 336 337 338 339 360 361 362 363 d64 365 366 367 368 362 370 371 a72 373 374 375

™4 20076 WUM_KiZBCh_neg

WU L I [l B3
IANF -36
20076_WUM_KIZBCh_neg (0.469) |5 (1.00,1.00) C15HIFEN2S TOF MS ES-
363.0391 7.98e12
100
Yo
364.0420
| 365.0375
0 T T T T T T T T T 1 1 r T T T T T T T T T T Mass
324 395 3586 387 3488 329 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375
= ] Slaltl ¥ MassLyny - DEFAULT -D | 2. LCT - e:\masslynshdefault | Ehrnmatngram - [20076_ | Spectlum EE‘EI‘“EHH Composition | &l Calculator | untilled - Paint | |@@§@$@EHE®$ 1E:01
Compound 11 | Single Mass Analysis
[M-H] Tolerance =5.0 PPM / DBE: min = -0.5, max =50.0

Monoisotopic Mass, Odd and Even Electron Ions
1398 formula(e) evaluated with 24 results within limits (up to 50 closest results for each mass)

Minimum: -0.5
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Formula
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372.9631 372.9632

372.9633
372.9633
372.9634
372.9627
372.9627
372.9625
372.9638
372.9624
372.9639
372.9622
372.9640
372.9622
372.9622
372.9622
372.9620
372.9643
372.9620
372.9644
372.9645
372.9617
372.9646
372.9649
372.9650

-0.2
-0.2
-0.2
0.4
0.5
0.6
-0.7
0.7
-0.7
0.9
-0.9
0.9
0.9
0.9
1.1
-1.1
1.1
-1.3
-1.3
1.4
-1.5
-1.8
-1.8

0.0

-0.1
13.0
5.5
5.5
7.5
15.0
4.0
11.0
13.5
3.5
25
14.5
9.5
10.0
9.5
6.0
5.0
6.0
9.0
1.5
4.0
12.5
7.0
7.0

1.5 C9 H14 N2 F3 Na S2 Br

C14 H8 N5 O S Br

C11 H10 N2 O F4 S Br
C11 H12 N2 O3 F Na S Br
C14 H8 F5 Na Br

C17 H6 N3 F Na Br

C9 H7 N3 F6 Na Br

C14 H7 N3 O F2 Na Br
Cl16 H7 N2 O3 F Br

C11 H9 O F6 Na Br

C8 H8 N2 O3 F6 Br

C19 H8 O F Na Br

C14 H11 N2 O2 Na S Br
C11 H6 N5 O3 F2 Br
Cl14 H9 N2 F3 S Br

C9 H10 N5 O2 F Na S Br
C9 H13 N5 O Na S2 Br
C9 H8 N5 F4 S Br

C11 H9 N5 O2 F S Br
C8 H11 N2 O2 F5 S Br
C11 H14 N O2 F2 S2 Br
Cl6 H10 N2 O2 S Br
C11 H6 N3 F6 Br

C11 H8 N3 O2 F3 Na Br
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Z| Az 6B 8] Lo @A [ F Q|| &« » 2] 5=

20073_WUM_KiZBCh_neg =] E3
IANF -39
20073_WUN_KIZBCh_neg 77 (0.769) Cm (1:83) TOF M3 ES-
100 3730 __3?5_0 1.75e4
% B 3632 3761
: 3579
2853 2124 R 308 4730 7493
566 a75 671
R L L L L o L L L B L e o L L L L B B L e L L L B L L L L e L L) R as Ll B e Ry s LI
100 150 200 250 300 350 400 450 500 550 &00 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
20073_WUM_KZBCh_neg (O] %]
IANF -39
20073_WUM_KIZBCh_neg 77 (0.765) Cm (1:83) TOF M5 ES-
100 3729631 375 02653 1.75e4
%
Faleat 374 0762 376.1059
3641536 377.1228
04 T T T T T T T T T T T T T T T T T T T T T T miz
363 364 369 366 367 368 369 370 371 372 373 374 375 376 377 378 379 3580 381 3582 383 3584 3585 3486
20073 WUM_KiZBCh_neg 1 [m]
IANF -39
20073 _WUM_KIZBCh_neg (0.009) 1s (1.00,1.00) C14HIBrF3MNZ5 TOF M5 ES-
100 372 0EZ2 374.9601 4.22e12
Y%
373.9651 3789630 5750504
I
04 T T T T T T T T T T || T T T T T T T T T T T T Mmass
363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381 382 383 384 385 386
iiﬁlalll 3 MassLyre - DEFAULT -0 | @0 LCT -c:\masslynx\defaull....l Ehmmatogram-[200?3_W...”Spectrum I8 Elemental Camposition | iz Calculator |@4j$§!’é’ﬂﬂﬂ§ Ty 1442
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