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Supplementary Figure 1 A—F: Concentration-effect curves of compound 15 (e) as
determined in calcein AM (A and B), pheophorbide A (C), Hoechst 33342 (D and F),
and daunorubicin (E) assays using either ABCB1-overexpressing A2780/ADR cells (A
and D), ABCC1-overexpressing H69AR cells (B and E), or ABCG2-overexpressing
MDCK Il BCRP cells (C and F). Data were normalized by defining the effect of 10 uM
cyclosporine A (A; A, B, D, and E) and compound 34 (A ; C and F) as positive control
(100%) and buffer medium was used as negative control (0%). Shown is mean + SEM
of at least three independent experiments.

S3



>
w

S 1004 At S 1004
| E ]
3 754 2 75-
(o] ] -
o (J
= 50- = 50-
Q [}
2 @ 1
S 251 g 251
3 ] T
R . o=
I [l r —|—| T
Y 8 7 -6 5 Y 8 7 -6 5
log [M] log [M]
S 100- S 1001
= | =
8 75 S 754
6 | k3
% 50 = 501
2 2
S 254 o 25-
g ] 3 [
=01 L £ oz
—= | Y T T —|—| I T
Y 8 7 - Y 8 7 6 5
log [M] log [M]
S 100- i S 100-
5 ] g ]
:_’ 754 : 754
o r ] r
= 50 S 50
[}] Q
2 ] o @ 1
g 251 [ g 251 .
g E — 8 E
= ) = o0qe
_I_| : T T T T T T _I_| : T T T T T T
Y 8 7 6 5 Y 8 7 ' 5
log [M] log [M]

Supplementary Figure 2 A—F: Concentration-effect curves of compound 18 (e) as
determined in calcein AM (A and B), pheophorbide A (C), Hoechst 33342 (D and F),
and daunorubicin (E) assays using either ABCB1-overexpressing A2780/ADR cells (A
and D), ABCC1-overexpressing H69AR cells (B and E), or ABCG2-overexpressing
MDCK Il BCRP cells (C and F). Data were normalized by defining the effect of 10 yM
cyclosporine A (A; A, B, D, and E) and compound 34 (A ; C and F) as positive control
(100%) and buffer medium was used as negative control (0%). Shown is mean + SEM
of at least three independent experiments.
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Supplementary Figure 3 A—F: Concentration-effect curves of compound 22 (e) as
determined in calcein AM (A and B), pheophorbide A (C), Hoechst 33342 (D and F),
and daunorubicin (E) assays using either ABCB1-overexpressing A2780/ADR cells (A
and D), ABCC1-overexpressing H69AR cells (B and E), or ABCG2-overexpressing
MDCK Il BCRP cells (C and F). Data were normalized by defining the effect of 10 yM
cyclosporine A (A; A, B, D, and E) and compound 34 (A ; C and F) as positive control
(100%) and buffer medium was used as negative control (0%). Shown is mean + SEM
of at least three independent experiments.
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Supplementary Figure 4 A—F: Concentration-effect curves of compound 26 (e) as
determined in calcein AM (A and B), pheophorbide A (C), Hoechst 33342 (D and F),
and daunorubicin (E) assays using either ABCB1-overexpressing A2780/ADR cells (A
and D), ABCC1-overexpressing H69AR cells (B and E), or ABCG2-overexpressing
MDCK Il BCRP cells (C and F). Data were normalized by defining the effect of 10 uM
cyclosporine A (A; A, B, D, and E) and compound 34 (A ; C and F) as positive control
(100%) and buffer medium was used as negative control (0%). Shown is mean + SEM
of at least three independent experiments.
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Compound 11

# Time  Area%

1 4.575 100.00

Sample 0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x
H2658185 100mm, 3.5 mkm.

DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2658185.D)
4.575

2 3 4 5 6 7 min
DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2658185.D)
mAU
2000 -
1500 -
1000 -
500 —
0 f I I T I I 1 i
2 3 4 5 6 7 min
MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢
2000000

1500000

j 4.605
1000000 -
500000
0 3

|
\ 1 \ ‘ \ \ \ ‘
2 3 4 5 6 7 min

= 4.606
25000 -
20000 -
15000 -
10000
5000 -
04

MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢

|
\ \ \ ‘ \ \ \ ‘
2 3 4 5 6 7 min

MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢

150000
100000
50000

T I

4 5

6 7 min

*MSD1 SPC, time=4.497:4.932 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H265¢
o
o
75 g
50 <
RT 4.605 ) N h
5 q 3
0 | |
[ [ [ [ T [ T
200 400 600 800 1000 m/Z
*MSD2 SPC, time=4.487:4.922 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H265¢
o
75 9
50 g’
(o]
RT 4.606 o5 3
0 -
[ [ [ [ T T
100 200 300 400 m/Z
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Compound 12

# Time  Area%

1 5.113 100.00

Sample 0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x
H2660984 100mm, 3.5 mkm.

DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2660984.D)
5.113

\ \ \ \ \ \ ‘
2 3 4 5 6 7 min

DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2660984.D)

\ \ \ \ \ \ ‘
2 3 4 5 6 7 min

MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢
5.150

1500000 —
1000000
500000 —

\ 1 \ \ \ \ ‘
2 3 4 5 6 7 min

MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢
5.138

\ \ \ \ \ \ ‘
2 3 4 5 6 7 min

MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢

4000000
3000000 |
2000000
1000000

0

2 3 4 5 6 7 min

75
50
25

0

RT 5.150

*MSD1 SPC, time=5.046:5.405 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H266(

376.2375.0

— — — —
100 200 300 400

— — — —
500 600 700 800 m/Z

75
50

RT 5.138 o5

*MSD2 SPC, time=5.054:5.281 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H266(
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MaxPeak: 100.00% SO89997$2
Ret Time: 0.981 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\08\0816\L277720D\035-D6B-E1-S
)\ mAU - 0.981
S 600 -
>\/s 400
N 200
Uy \ \ ‘ \ —
0 0.5 1 1.5 min
N DAD1 B, Sig=254,16 Ref=off (D:\DATA\08\0816\L277720D\035-D6B-E1-S089997$2.D)
mAU -
72 ]
“ 400 -
(\N N 1
) 200~ L
0 ]
0+
Mol Wt 424.56 0 0ﬁ5 J| 1ﬁ5 ‘min
Exact Mass 424.24 MSD1 TIC, MS File (D:\DATA\08\0816\L277720D\035-D6B-E1-S089997%$2.D) ES-API, Scan, Frag: 100, "POS
# Time Area% E 0.996
“““““““““ 400000
1 0.981 100.00 .
200000 |
0+ : — — — —
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\08\0816\L277720D\035-D6B-E1-S089997%2.D) ES-API, Scan, Frag: 100, "NEG"
6000 ]
4000
2000 -]
0] /V\/\ : : : :
0 0.5 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\DATA\08\0816\L.277720D\035-D6B-E1-S089997$2.D)
LSU 1
16
14
12 {\ - - -
I \ \ \ ‘
0 0.5 1 1.5 min
*MSD1 SPC, time=0.996 of D:\DATA\08\0816\L277720D\035-D6B-E1-S089997$2.D ES-API, Scan, Frag: 100, "POS"
425.2
50
RT 0.996 1992 2272 1072
0 I ‘( ~ I — I I
100 200 300 400 500 m/Z
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Flle name: H2562999 Honchar SF: 499 8203 M2 NSC_0 PW: 1240 usec, RG: 14 St 65536

Dake: 01-Dec-2020 Solvent dmso SW. 952 Hz TE 298K AQ 1,68 sec, RD: 0.00 sec H2562999




MaxPeak: 97.99% SO89976$2
Ret Time: 0.999 min
DAD1 A, Sig=215,16 Ref=off (D:\DATA\0819\L278491D\027-D6F-C8-S0899
mAU 1 0.999
600
400
200 ]
AN o : 0.892!
= 0 N | I \ ‘ -
HN_Q‘Q‘W X 0 0.5 1 1.5 min
I DAD1 B, Sig=254,16 Ref=off (D:\DATA\0819\L278491D\027-D6F-C8-5089976%$2 D)
mAU -
400
200
Mol Wt 445.54 0 —
T [ [ [ T
Exact Mass 445.03 0 _ 0.5 1 1.5 min
. . MSD1 TIC, MS File (D:\DATA\0819\L278491D\027-D6F-C8-S089976$2.D) ES-API, Fast Scan, Frag: 100, "POS
# Time Area% -
----------------- 600000 1.010
1 0.892 2.01 1
2 0.999 97.99 400000
200000
T ‘ ‘ T T ‘ T T T T
0 0.5 1 15 min
MSD2 TIC, MS File (D\DATA\0819\L278491D\027-D6F-C8-5089976$2.D) ES-API, Fast Scan, Frag: 100, "NEG
] 1.008
200000 |
100000 |
0 7 [ [ [ T
0 0.5 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\DATA\0819\L278491D\027-D6F-C8-S089976$2.D)
LSU 3
17.5=
155
12.5
104 : : 7‘_ :
0 0.5 1 1.5 min
*MSD1 SPC, time=1.012 of D:\DATA\0819\L278491D\027-D6F-C8-5089976%2.0 ES-API, Fast Scan, Frag: 100, "POS"
E 446.0
50 ]
RT 1.010 . 157.0 447.2
0- I o I I I = I
100 200 300 400 500 m/2
*MSD2 SPC, time=0.901 of D:\DATA\0819\L278491D\027-D6F-C8-5089976%2.D ES-API, Fast Scan, Frag: 100, "NEG"
E 206.0
RT 0.904 507 207.0
0 | 163.8 190.6 | 2706 3316 3708 | 4448 530.0
— ‘ ; ‘\\ m‘\h “‘ u‘ h\\‘\ I \‘ ‘\ \M\‘H ‘\‘\\h‘ \‘\\ “H o ‘\ m“ H‘ ‘ \‘\‘ i ‘\
100 200 300 400 500 m/2
*MSD2 SPC, time=1.006 of D:\DATA\0819\L278491D\027-D6F-C8-5089976%2.D ES-API, Fast Scan, Frag: 100, "NEG"
E 444.0
50 ]
0- I I I I L \ I
100 200 300 400 500 m/2
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Compound 14

H2565358

C18H15N50383

4553
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Flle name: H2565358 Honchar SF: 499 8207 M NSC_0 PY¥: 6.60 usec, RG 40 St 131072
Dake: 01-Dec-2020 Solvent dmso SW 11364 Hz TE 298K AQ 282 sec, RD: 0.00 sec H2565358




MaxPeak: 95.91% $
Ret_T ime: 1.070 min DAD1 A, Sig=215,16 Ref=off (D:\DATA\10\06\L.292639D\SAMPL000095.
mAU 7
N 3
z 600
N 400 *;
200
(o] |
0 - :
N 0.5
O\ N DAD1 B, Sig=254,16 Ref=off (D:\DATA\10\06\L292639D\SAMPL000095.D)
N mAU 3
200
0, B
\ 100 -
o 0 04
O T
-100 4
Mol Wt 421.45 o 4 ™ —
Exact Mass 421 18 MSD1 TIC, MS File (D:\DATA\10\06\L292639D\SAMPL000095.D) ES-API, Scan, Frag: 100, "POS"
# Time Area$% 1500000% 1.084
1 0.865 1.97 1000000
2 1.005 2.12 500000
3 1.070 95.91 T — T T - |
B T T T T ‘ T T T T ‘ ‘ T T T T
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\10\06\L292639D\SAMPL000095.D) ES-API, Scan, Frag: 100, "NEG"
80000 - 1.076085
60000 4
40000
20000
I I I ‘
0.5 1 1.5 min
ADC1 A, ELSD (D:\DATA\10\06\L292639D\SAMPL000095.D)
mV J
80—
60 -
40 ]
I I I ‘
0.5 1 1.5 min
*MSD1 SPC, time=0.897 of D:\DATA\10\06\L292639D\SAMPL000095.D ES-API, Scan, Frag: 100, "POS"
. 157.0
50
RT 0.897 ] 1590
0~ \ e \ \ \ \ ‘
100 200 300 400 500 m/Z
*MSD1 SPC, time=1.081 of D:\DATA\10\06\L292639D\SAMPL000095.D ES-API, Scan, Frag: 100, "POS"
. 4222
50 =
] 423.2
RT 1.084 ] 1570 |
0 \ : \ \ \ ™ \ ‘
100 200 300 400 500 m/Z
*MSD2 SPC, time=0.876 of D:\DATA\10\06\L292639D\SAMPL000095.D ES-API, Scan, Frag: 100, "NEG"
. 172.2
50 -
RT 0.877 ] 1732
0 ‘\“ \‘.‘\MHH ) SETE : . : ) :
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.019 of D:\DATA\10\06\L292639D\SAMPL000095.D ES-API, Scan, Frag: 100, "NEG"
. 265.0
50—
RT 1.016 ] 2660
0 I T = DR B \ I
100 200 300 400 500 m/Z
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*MSD2 SPC, time=1.085 of D:\DATA\10\06\L292639D\SAMPL000095.D ES-API, Scan, Frag: 100, "NEG"
251.0
50
RT 1.085 2520
0 r ‘ r —— o T - ' I ' \
100 200 300 400 500 m/z
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Compound

16 Sample 0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x
H2672083 100mm, 3.5 mkm.

DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2672083.D)
# Time Area% mAU 5.827
1 5.827 100.00
0+ I I I I I I ‘
2 3 4 5 6 7 min
DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2672083.D)
mAUj
600 -
400
200
0 1 [ [ [ [ [ [ T
2 3 4 5 6 7 min
MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2
1200000 | 5859
1000000
800000
600000
400000
200000 |
0 [ [ [ [ [ [ T
2 3 4 5 6 7 min
MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2(
12000 —; 5.857
10000
8000
6000
4000 -
2000 7
e ‘ ‘
h [ [ [ [ T [ T [ "
2 3 4 5 6 7 min|
MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2
200000 -
150000 —
100000 -
50000 —
0 : [ [ [ [ [ [ T
2 3 4 5 6 7 min
*MSD1 SPC, time=5.764:6.142 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2673
o
75 §
50
RT 5.859 o
25 g
0 \ : ) : “\\ : : ‘
200 400 600 800 m/z
*MSD2 SPC, time=5.754:6.113 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2674
©
s
75 5
50
RT 5.857 o5
0 l
[ [ [ [ [ T
0 100 200 300 400 m/7

Tue, 13.->13.10.2020 S-> E D1F-B7 Acq. Method C:\Users\ ->



H2672083

é\*
ke
’W@

H2672083 C17H13CIN4O3S2 420

T

Compound 16

i
e\

95 90 85 65
T — Jf [ AV S S /‘
RIT w00 9 Y 70 60 50 0 T 30 20 10
File name: H2672083 Honchar SF- 5997811 M2 NSC: PW-4 40 usec, RG: 44 St 131072
Dale: 26-Nov-2020 Solent dmso SW 11364 Hz TE288K | = AX282sec RD:000sec H2672083




Compound 17

Sample 0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x
H2665601 100mm, 3.5 mkm.

DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2665601.D)
# Time Area% mAU - 6730
----------------- 800
1 2.394 1.75 600
2 6.730 98.25 400
Sk (B -
e — ‘ ‘ E—
2 3 4 5 6 7 min
DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2665601.D)
mAU 7
800 -
600 -
400 -
200 -
0 I I I I I 1 i
2 3 4 5 6 7 min
MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢
] 6.775
400000 -
300000 —
200000 -
100000
07: I I I I I 1 i
2 3 4 5 6 7 min
MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2(
2500
2000
1500
1000
0 /\A/A\AJ\AANA
Of 1 I I i i i I I 1 i
2 3 4 5 6 7 min
MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢
600000 |
400000
200000
0 1 1 I I I I 1 i
2 3 4 5 6 7 min
*MSD1 SPC, time=6.558:6.936 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H266%
o
©
75 8
50 o
RT 6.775 o5 5
0 | | [
1 1 i I I I I
100 200 300 400 500 m/2

Tue, 13.->13.10.2020

S-> E D1F-A6 Acq. Method C:\Users\ ->



H2665601

F
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), F
%
N -
H2665601 CITH13CI3NS0S 42183

Compound 17

a I — ,_
100 ' 90 Y 70 60 50 ' "40 ' Y Y 10
File name: H2665601 Honchar SF- 5997811 Mz NSC-0 PW- 440 usec, RG 44 St 131072
Dale: 26-Nov-2020 Solvent dmso SW: 11364 Hz. TE 298K A 282 sec, RD: 0.00 sec H2665601




Compound 18

# Time  Area%

1 6.442 100.00

Sample

0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x

H2660982 100mm, 3.5 mkm.

mAU 3
1000
750
500
250

07

DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2660982.D)
6.442

\ \ \ \ \ \ ‘
2 3 4 5 6 7 min

mAU
1000 -
800 -
600
400
200 -

DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2660982.D)

)

\ \ \ \ \ \
2 3 4 5 6 7 min

1000000
800000 |
600000
400000 |
200000 |

MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢

6.476
T

|
\ 1 \ \ \ \
2 3 4 5 6 7 min

MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢

\ \ \ \ I I \ ‘
2 3 4 5 6 7 min

125000
100000 |

MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢

\ \ ‘
6 7 min

75
50

RT 6.476 o5

*MSD1 SPC, time=6.312:6.690 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H266(

N
N~
<
<

\ \ \ \ \ \
200 300 400 500 600 700 m/Z

Tue, 13.->13.10.2020

S-> E D1F-B3 Acq. Method C:\Users\ ->



H2660982
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Compound 18
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Sample 0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x
Compound 19 666177 100mm, 3.5 mkm.

DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2666177.D)
# Time Area% mAU 4 5416
_________________ 2000 —
1 4.378 0.28 1500
2 5.416 99.72 1000
500
E | 4.378 ‘
04 T T
[ [ [ T [ T [ [ T
2 3 4 5 6 7 min
DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2666177.D)
mAU 1
1500 -
1000 -
500 -
0 : [ [ [ [ [ [ T
2 3 4 5 6 7 min
MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2
2000000 - o458
1500000 -
1000000
500000 -
0 7: [ [ [ T T [ — [ [ T
2 3 4 5 6 7 min
MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2¢
800
600
400
200 -
o I \)
[ [ T [ [ T [ [ T
2 3 4 5 6 7 min
MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2
300000
200000
100000
0 1 [ [ [ [ [ [ T
2 3 4 5 6 7 min
*MSD1 SPC, time=4.346:4.479 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H266¢
o o
~ (2]
75 > 2
50 © S N
RT 4.427 g 82 2a | = X
%7 - g2 N & < &
0 ol ‘\ vl w\“ " h\ | A T . I . .
T T [ T [ T T [ [ T [ [
200 400 600 800 1000 m/z
*MSD1 SPC, time=5.348:5.726 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2666
N
75 5
50 o
[e0]
RT 5.458 o5 g
0 |
[ [ [ [ T
200 400 600 800 m/z

Tue, 13.->13.10.2020 S-> E D1F-A4 Acq. Method C:\Users\ ->
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Compound 19

yyyyyyyyy yﬁydv.v.y.vyﬂidyvy,.v.yg-.ovyvx(.H.syo.mv”.y._lyoyu.yHus-.oy.HyyHKsjoyv.y.y.vy4.0””,.y.v.ov”.,Hy.zyo.vyv,v.y.1,0y.yyy”.v0.0y.vyy
Flle name: H2666177 Honchar SF-599.7811 M NSC: PW.440usecRG4M4 | SE1310




Compound 20

MaxPeak: 100.00% $
Ret_Time : 1.248 min DAD1 A, Sig=215,10 Ref=off (D:\DATE\0818\L277926D\SAMPL033.D)
mAU 7
200
= 100
X, 0- \ \ \ ‘
0 0 0.5 1 1.5 min
\\ /N\ DAD1 B, Sig=254,10 Ref=off (D:\DATE\0818\L277926D\SAMPL033.D)
S 7
3 - \\ mAU ]
\ | 0 100
N ]
N 50 H
: T T ‘ ‘ ‘ Tl
Mol Wt 355.43 ! o 1 e —
MSD1 TIC, MS File (D:\DATE\0818\L277926D\SAMPL033.D) API-ES, Scan, Frag: 120, "Pos"
Exact Mass  355.05 ] e ( ) 9
# Time Area% 30mm00? 1.268
""""""""" 2000000 ]
1 1.248 100.00 ]
1000000
R =
0 0.5
MSD2 TIC, MS File (D:\DATE\0818\L277926D\SAMPL033.D) , Scan, Frag: 120, "Neg"
600000
400000
200000 e
R
01 —_— : : |
0 0.5 1 1.5 min
ADC1 B, ELSD (D:\DATE\0818\L277926D\SAMPL033.D)
mV
25
24
I -
234 -
I \ ‘ ‘ \ \ ‘
0 0.5 1 1.5 min
*MSD1 SPC, time=1.266 of D:\DATE\0818\L277926D\SAMPL033.D API-ES, Scan, Frag: 120, "Pos"
. 356.1
50 E
RT 1.2 ]
68 ] 358.0
0- \ ; \ \ - \ \ \
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.276 of D:\DATE\0818\L277926D\SAMPL033.D , Scan, Frag: 120, "Neg"
N 160.9
] 162.9
RT 1.272 0.2 172.9 291.1 ‘ 338.9 %g“ 4210
0 A “87‘4‘ \\1‘ 19\1?\\ 1 I ‘8ﬁ\ \m“n\\ \H \Miuﬁ% “‘%Wﬁ ‘M\M‘%m\g'\%\‘MM\M‘ Mmﬁ%ﬁnwmm\\mﬁm\\\‘Hu\\\‘\m I M\Mu\\mmmﬂ‘\\H\Mﬁﬁm\fﬁm\mﬂm “\Lm\m‘ﬂ\\m‘nﬂhnmmu"\Mﬂ\rﬂm al Mmh?gs
T T T T T T T T T T T T ‘Y—'—Y—Y—Y—Y—'—Y—Y—Y—Y—'i
100 200 300 400 500 m/2

Inj.Date 8/18/2020 0 -SL- Acg. Method C:\HPCHEM\-> ->



g

|

B (d)
8.71

b(da)

8.37

G (i)
7.77

3 {dd)
7.40

A (dd)
8.83

C (d)
8.43

F (dd) | H (dd)

8.02

7.67

E (dd)
8.28

I (dd)
7.65

1.00—=
1.02

0.98~a
1.07
1.07

Compound 20

n:IHuZwONmN

3.45

K (s)
3.45

1.18

3.134=C
L

9.5

9.0

8.5

6.5 6.0 5.5 5.0

f1 e_oa.v

3.5



vaxzear: o.57s | S089944$22
Ret Time: 1.513 min
DAD1 A, Sig=215,16 Ref=off (D\DATA\08\0818\L277853D\046-D1B-D9-
F mAU E
\ f 1000 -
z 7 750 4
500 -
~o N E
250 3 A75
N 0= S —— ‘ ‘
\r 0 0.5 1 15 min
N DAD1 B, Sig=254,16 Ref=off (D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D)
O\ N mAU
§ 400 f\
N/ 200
N ]
O o - T T T T T
Mol Wt 444.41 0 0’5 J 15 -
Exact Mass 444.17 MSD1 TIC, MS File (D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D) ES-API, Scan, Frag: 100, "POS
# Time Area$% E 1.526
----------------- 1000000 -]
1 1.475 1.43 1
2 1.513 98.57 500000
O = e T — T T T T T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D) ES-API, Scan, Frag: 100, "NEG
. 1.526
100000 |
50000
04 — s —— : :
0 0.5 1 1.5 min
ELST A, ELS1A, ELSD Signal (D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22 D)
LsU
30
25
20
15
10 4 [ [ [ T
0 0.5 1 1.5 min
“MSD1 SPC, time=1.530 of D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D ES-API, Scan, Frag: 100, "POS"
E 4450
RT 1.526 502 446.0
0- I I I I w‘ I
100 200 300 400 500 m/Z
*MSD2 SPC, time=1.526 of D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D ES-API, Scan, Frag: 100, "NEG"
e 4430
RT 1.526 507
o] 284.0 4450
- \ \ . \ L N A
100 200 300 400 500 m/2
Inj.Date 8/17/2020 LT 13 Acg. Method C:\Chem32\-> ->



H2565658

— v o ] M ]
) : J\....JL“JU L._
HM M V\ HW W WK
'11'0'160‘9'0' I8.|0 IH”'I.IOV VYS.IOHHI”'5.'0'”'“'”4.‘0'H'“"'3.'0””“IHZVOHHUIHtVOH
Flle name: H2565658 Honchar SF: 499.8207 M2 NSC.0 PW: 6.60 usec, RG: 40 St 131072
Dale: 01-Dec-2020 Solvent dmso SW 11364 Hz TE 298K AQX 282 sec, RD: 0.00 sec H2565658




MaxPeak: 100.00% SO89988$5
Ret Time: 1.110 min
DAD1 A, Sig=215,10 Ref=off (D:\DATA\0819-1\L278254D-PART1\EXP00003.
mAU 3 1.110
1500
1000 |
500 |
0 — — ‘ ‘
0 0.5 1 1.5 min
DAD1 B, Sig=254,10 Ref=off (D:\DATA\0819-1\[278254D-PART1\EXP00003.D)
mAU -
600 |
400
200 |
Mol Wt 424.54 04
I I I !
Exact Mass 424.12 0 : 0.5 1 1.5 min
. . MSD1 TIC, MS File (D:\DATA\0819-1\L278254D-PART1\EXP00003.D) API-ES, Scan, Frag: 120, "Pos"
# Time Area%
_________________ E 1.127
1 1.110 100.00 6000000 -
4000000 |
2000000 |
0l — — ‘
0 05 1 1.5 min
MSD2 TIC, MS File (D:\DATA\0819-1\[278254D-PART1\EXP00003.D) , Scan, Frag: 120, "Neg"
300000 -
200000 — o
100000 - /7J/_/
| — -
01+—— - : : :
0 0.5 1 1.5 min
ADCT A, ADC1 ELSD (D:\DATA\0819-1\L278254D-PART1\EXP00003.D)
mV 4
50 - \
40 -
30—
I I I !
0 05 1 1.5 min
*MSD1 SPC, time=1.124 of D:\DATA\0819-1\L278254D-PART1\EXP00003.D API-ES, Scan, Frag: 120, "Pos"
425.0
RT 1.127 %0 426.9
0 I I I I T “ I I
100 200 300 400 500 m/2
Inj.Date 8/20/2020 M -VL- Acg. Method C:\HPCHEM\-> ->
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Compound 22




Compound 23

Sample 0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x
H2660127 100mm, 3.5 mkm.
DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 16-15-13\H2660127.D)
# Time Area% mAU 1 55043
1500 |
5.391 53.36 ]
5.443 46.64 1000
500
0 . I [ I I [ I '
2 3 4 5 6 7 min
DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 16-15-13\H2660127.D)
mAU 1
600
400
200
0 I [ T I [ I '
2 3 4 5 6 7 min
MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 16-15-13\H2{
E 5.438
2500000
2000000
1500000 |
1000000 |
500000
0 I [ T I [ I '
2 3 4 5 6 7 min
MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 16-15-13\H2{
E 424
50000
40000
30000
20000
10000 |
0+ ‘ :
B \ \ \ " 1 \ T
2 3 4 5 6 7 min
MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 16-15-13\H2{
1000
800
600
400
200 { I [ I I [ I '
2 3 4 5 6 7 min
*MSD1 SPC, time=5.292:5.991 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 16-15-13\H266(
E o
75 <
50
RT 5.438 25
0 = L
I [ ' [ [
200 400 600 800 m/Z
*MSD2 SPC, time=5.300:5.754 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 16-15-13\H266(
— o
1 o
75 S
50 o «©
| | [oo]
RT 5.424 25 5‘ 8
04 ‘ L [1.
I [ [ [ ' ' [ i
100 200 300 400 500 m/Z

Tue, 13.->13.10.2020

S-> E D1F-B2 Acq. Method C:\Users\ ->
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Compound 23
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Sample 0.1%FA-ACN 5-95% ACN, 15 min. Kinetext C18 4,6 x 150mm, 2.6 u.

Compound 24 575015

# Time  Area%
1 6.489 98.38
2 7.207 0.45
3 8.529 0.70
4 8.772 0.27
5 9.330 0.20

RT 6.529

RT 7.236

DAD1 A, Sig=215,4 Ref=off (092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D)
6.489

858972 9.330
T

f I I ' T T T '
2 4 6 8 10 12 14 min
DAD1 B, Sig=254,4 Ref=off (092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D)

l I I I T T T '
2 4 6 8 10 12 14 min
MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2

6.529

3000000
2000000 |

1000000

I I I T T T

2 4 6 8 10 12 14 min

MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2
6.543

8.569

I I T T T
2 4 6 8 10 12 14 min
MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2

6000000

4000000

2000000 |

0

\ \ \ \ \ T
2 4 6 8 10 12 14 min

*MSD1 SPC, time=6.153:6.928 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H257%

o
75 3
50 o~
25 S
0 I r T T
200 400 600 800 m/z
*MSD1 SPC, time=7.051:7.351 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2574
o o
o by [s2)
75 ~ < =
50 o & R
8 g & &
25 N =} < ~
< ‘ ‘ [te}
O ol ‘ I . \ L L l Il I .
T ‘ T ‘ ‘ \ T T
200 400 600 800 m/z

Wed, 23.->23.09.2020 S-> E D1F-E3 Acq. Method C:\Users\ ->



*MSD1 SPC, time=8.479:8.655 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA 7 2020-09-23 13-40-11\H2572
o
o
75 Q
50 o
RT 8.568 2 S
25 < <
™)
O | P ‘L Ju B
T I T I I I I
200 400 600 800 m/z
*MSD1 SPC, time=8.655:8.972 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2574
— o
E ©
75 S
50 2 o )
7 o [oe] -
RT 8.812 25— 8 g g
0 = 1o - . . )
I I T I I I
200 400 600 800 m/zZ
*MSD1 SPC, time=9.307:9.501 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2571
- o
E ©
75 &
50 - 2 = e
RT 9.375 25 - § % %
0 = [ “\‘ R L .
I T I I I I
200 400 600 800 m/zZ
*MSD2 SPC, time=6.266:6.901 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2574
- o
E O
75 3
50 E o
RT 6.543 ] o 2
25 3 Q
0 = | [
I I I I I T I T
0 100 200 300 400 500 m/z
*MSD2 SPC, time=7.042:7.341 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572
- D
E ©
3 9 i
50 Z ° o
E <t 5 ©
RT 7.232 25— 5 S
0 = | | ‘
I I I I I I T T
0 100 200 300 400 500 m/z
*MSD2 SPC, time=8.469:8.681 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572
- o
E ©
75 o
50 ©
RT 8.569 E -
25 ~
0 = i (ﬁ\
: : — — — —— — —
0 50 100 150 200 250 300 350 m/Z
Wed, 23.->23.09.2020 S-> E D1F-E3 Acq. Method C:\Users\ ->



H2572918




Sample

0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x

Compound 25 2663691 100mm, 3.5 mkm.

DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2663691.D)
# Time Area% mAU 4 3.891
""""""""" 800 —
1 3.891 100.00 600 -
400 -
200 - -
0 I [ I I [ I '
2 3 4 5 6 7 min
DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2663691.D)
mAU
400 |
300
200 |
100 |
0 f I [ T I [ I '
2 3 4 5 6 7 min
MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢
E 3.926
2500000 |
2000000 -
1500000
1000000
500000 |
O 7: . T
h \ \ 1 \ \ \ T
2 3 4 5 6 7 min
MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢
] 3.926
4000
3000 -
2000 -
1000 -
0 \ I . I I I ‘
2 3 4 5 6 7 min
MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢
400000
300000 -
200000 -
100000 |
0 : I [ I I [ I '
2 3 4 5 6 7 min
*MSD1 SPC, time=3.798:4.290 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663
o
P
75 ©
50
RT 3.926 5 o
5 (r;)‘
0 I : I [ [ l '
200 400 600 800 1000 m/Z
*MSD2 SPC, time=3.825:4.071 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663
-
75 5
50 o @
RT 3.926 8 s
25 15} %
0 | A
I I [ [ [ '
0 100 200 300 400 m/Z

Tue, 13.->13.10.2020 S-> E D1F-B4 Acq. Method C:\Users\ ->
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Compound 26

# Time  Area%

1 5.738 100.00

Sample 0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x
H2660983 100mm, 3.5 mkm.

DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2660983.D)

mAU 5.738
800 *

600 *

400 *

200 *

04

\ \ \ \ \ \ ‘
2 3 4 5 6 7 min

DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2660983.D)
mAU 4

1000
750 |
500 |
250 -

0

\ \ \ \ \ \ ‘
2 3 4 5 6 7 min

MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢

1 5.767
1500000

1000000 ]

500000

\ 1 \ \ \ \ ‘
2 3 4 5 6 7 min

MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢

\ \ \ \ \ \ ‘
2 3 4 5 6 7 min

MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢

200000 —
150000
100000
50000

0

2 3 4 5 6 7 min

75
50

RT 5.767 o5

*MSD1 SPC, time=5.632:6.123 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H266(

392.0 392.2

T T T T B
200 300 400 500 600 m/z

Tue, 13.->13.10.2020
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H2660983

H2660983 C22H25N502 947

St 131072

H2660983




Compound 27

# Time  Area%

1 6.171 100.00

Sample 0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x
H2663777 100mm, 3.5 mkm.

DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2663777.D)
I I I I I I "
2 3 4 5 6 7 min|
DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2663777.D)
mAU -
600
400
200
0 1 I I I I I I T
2 3 4 5 6 7 min
MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2¢
B 6.202
600000 |
400000 |
200000 |
0 - I I I I I I T
2 3 4 5 6 7 min
MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2(
4000 6.209
3000 1
2000 -
1000 |
0 T T I I — o I ‘
2 3 4 5 6 7 min
MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2{
100000
80000
60000
40000
20000
0 I I I I I I T
2 3 4 5 6 7 min

*MSD1 SPC, time=6.104:6.520 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663
o
75 %'
50 o 8
- o
RT 6.202 > o S
25 AN
0 | ‘ -
[ [ T [ T T [ [ [ [ T
100 200 300 400 500 600 700 m/Z
*MSD2 SPC, time=6.094:6.378 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663
2
75 9
(o]
50 ~
RT 6.209 o5 &
0 \
‘ ‘ e e e e e N
0 50 100 150 200 250 300 350 m/Z

Tue, 13.->13.10.2020

S-> E D1F-B1 Acq. Method C:\Users\ ->



H2663777
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Compound 27
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File name: H2663777 Honchar SF- 5997811 M2 NSC:0 PW-4 40 usec, RG: 44 St 131072
Dale: 26-Nov-2020 Solent dmso SW 11364 Hz TE 298K AQX 282 sec, RD: 0.00 sec H2663777




Compound 28

# Time  Area%

Sample

0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x

H2670384 100mm, 3.5 mkm.

] 2.648 ‘ 4“237 L 4.694

DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2670384.D)
3.153

T
\ \ \ ‘ \ \ ‘
2 3 4 5 6 min

DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2670384.D)

\ \ \ \ \ ‘
2 3 4 5 6 min

2500000 |
2000000
1500000 |
1000000 |
500000

MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2¢

3.190

\ 1 —— \ ‘ ‘ \ \ ‘
2 3 4 5 6 min

MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2¢

3.186
I I I j

|
\ \
2 3 4 5 6 min

MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2¢

-

N

5 6 min

75
50

RT 3.190 o5

*MSD1 SPC, time=3.080:3.439 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H267(

_332.0 3300

T T T T T
200 400 600 800 1000 m/z

75
50

RT 4.264 o5

*MSD1 SPC, time=4.157:4.346 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H267(

~332.0 331.0

I
200

D T : T T
400 600 800 1000 m/z

Tue, 13.->13.10.2020

S-> E D1F-A2 Acq. Method C:\Users\ ->



*MSD1 SPC, time=4.630:4.857 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H267(
o
©
75 g
50 o
RT 4.722 e < P
25 o S o
0 | h‘. . L
[ [ [ [ [
200 400 600 800 1000 m/Z
*MSD2 SPC, time=3.069:3.372 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H267(
o
o)
75 N
50
RT 3.186 o e
8
0 [ [ [ [ : T - [ [ T
0 100 200 300 400 500 m/z

Tue, 13.->13.10.2020 S-> E D1F-A2 Acq. Method C:\Users\ ->



H2670384
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Compound 28 Qfﬁ
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H2670384 C16H1! 32042
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10 100 90 80 70 6.0 50 10 30 20 10
File name: H2670384 Honchar SF- 5997811 M2 NSC: PW-440usecRG44 [ SE1310




MaxPeak: 100.00%
Ret Time: 1.245 min

S089971%6

DAD1 A, Sig=215,16 Ref=off (D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D)
' mAU 1.245
N F B
_ 750 -
500
X 250 -
0 I I I T
s 0 0.5 1 1.5 min
N/ / 0 DAD1 B, Sig=254,16 Ref=off (D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D)
QN mAU 3
600 —
400 -
200
Mol Wt 334.34 0
[ [ [ T
Exact Mass 334.08 0 _ 0.5 1 1.5 min
. . MSD1 TIC, MS File (D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D) ES-API, Fast Scan,
# Time Area%
_________________ ] 1.255
1 1.245 100.00 600000 7
400000
Compound 29 200000
0 7 I I I T
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D) ES-API, Fast Scan,
. 1.254
60000
40000
20000 -
04 - I B B — I ‘
0 0.5 1 1.5 min
ELST A, ELSTA, ELSD Signal (D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D)
LSU
20
17.5 3
15
12.5
10 3 _
[ [ [ T
0 0.5 1 1.5 min
*MSD1 SPC, time=1.258 of D\DATE\VAUGUST\160820\L277712D\053-D5B-F8-S089971$6.D ES-API, Fast Scan, Frag: 100, "POS
E 335.0
RT 1.255 507
0] 157.0 ‘ 1307.0337.0
[ T T [ [ T T T [ [ [
100 200 300 400 500 m/z
*MSD2 SPC, time=1.252 of D\DATE\VAUGUST\160820\L277712D\053-D5B-F8-S089971$6.D ES-API, Fast Scan, Frag: 100, "NEG
7 13332
RT 1.254 507
] 335.0
oL LT S S S S S S
350 375 400 425 450 475 500 m/z

Inj.Date 8/15/2020

T <invalid> Acg. Method C:\Users\ -> ->



H2563045

e i iy S By
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T30 T 1200 0T 100 90 's8e 70 60 50 a0 30 20 ' 10 00

e name: H2563045 Honchar SF: 499.8203 Mz NSC:0 PW: 1240 usec, RG: 14 St 65536

Dale: 01-Dec-2020 Solvent: amso SW- 952 H2 TE 298K AQ 1.68 sec, RD: 0.00 sec H2563045




-ompound 30 1< 1099543 W
Ret_Time: 1.273 min HULE LA AR AR AR
DAD1 A, Sig=215,16 Ref=off (D:\\WORK\D\08\08_18\L277943D\SAMPL000034.D)
mAU 3 1.273
F 1500
N F 1000 4
2 B
500 3
N |
N 0 I | : I T
0 0.5 1 1.5 min
NH DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\08\08_18\L277943D\SAMPL000034.D)
N\/ mAU i
N 750
/Q 500
250 -
Oi v
Mol Wt 339.34 6 ‘ 05 1 min
Fxact Mass 339.15 MSD1 TIC, MS File (D:\WORK\D\08\08_18\L277943D\SAMPL000034.D) ES-API, Scan Frag: 100, "POS"
. . E 1.294
# Time Area% 15000000
1 1.273 100.00 10000000 —
5000000 o
I T
0 0.5 min
MSD2 TIC, MS File (D:\WORK\D\08\08_18\L277943D\SAMPL000034.D) ES-API, Scan, Frag: 100, "NEG"
] 1.293
2000000 |
1000000
0 7 — — [ ———— [ [ T
0 0.5 1 15 min|
ADC1 A, ELSD (D:\\WORK\D\08\08_18\L277943D\SAMPL000034.D)
mV
100
50 -
[ [ [ T
0 0.5 1 1.5 min
*MSD1 SPC, time=1.291 of D:\WORK\D\08\08_18\L277943D\SAMPL000034.D ES-API, Scan, Frag: 100, "POS"
E 340.2
B 341.2
RT 1.294 507
. 157.2 ‘ 342.2
[ T T [ [ T T [ [ [
100 200 300 400 500 m/z
*MSD2 SPC, time=1.295 of D:\WORK\D\08\08_18\L277943D\SAMPL000034.D ES-API, Scan, Frag: 100, "NEG"
60 3 338.2
40
RT 1.293 20 1 339.2
E | ,375.2
0~ I I I f h I T
100 200 300 400 500 m/z

Inj.Date 8/17/2020 K -3- Acg. Method C:\CHEM32\-> ->



H2565633
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H2565633 C18H15F2NS 33935
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sl 5o Compound 30
710 105 100 95 90 85 80 75 70T
g g e I
A A .
o — o — o
£ 740 T 180 120 110 100 90 70 60 50 10 "30 20 1o 00
Fille mame: Operator: Vidorova SF: 499.8203 MHz NSC: 0 PW: 12.40 usec, RG: 28 SI: 65536
Date: 01-Dec-220 Solvent: dmso SW: 9542 Hz TE: 28K AQ: 1.68 sec, RD: 0.00 sec




Compound 31

# Time  Area%

Sample 0.1%FA-ACN 5-95%ACN 6 min. Zorbax-Eclipse-Plus C18 4,6 x
H2674289 100mm, 3.5 mkm.

DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D)

mAU 4 6.849
2000
1500 -
1000 —
500
] 2.259 3.763 |_6.448
O ;—/_NUXV‘—’—’—‘Q‘ T
—_———— ‘ ‘ — ‘ ‘
2 3 4 5 6 7 min
DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D)
mAU -
2000
1000 4
0 \ \ \ \ \ \ ‘
2 3 4 5 6 7 min
MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2¢
125000 | 6918

MamTéAmFmmmmagmwdmmmmm@mm&mmwmm;ommmMmmjig2mam43mzamﬁg
2000 -
1500 -
1000 -
500 - /\
N N

\ [ \ \ \ \ ‘
2 3 4 5 6 7 min

MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2¢

2 3 4 5 6 7 min

75
50
25

*MSD1 SPC, time=3.174:3.515 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674

©191.9 191.0
258.0
311.0

1-162.8

i I

I I \ I \ ‘
200 400 600 800 1000 m/Z7

1 2.269 2.14
2 3.763 0.89
3 6.448 0.80
4 6.849 96.18
RT 3.261
RT 3.787

75
50
25

*MSD1 SPC, time=3.704:3.855 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674

156.6

I \ \ \ ‘ \
400 600 800 1000 m/z

Tue, 13.->13.10.2020

S-> E D1F-A3 Acq. Method C:\Users\ ->



RT

RT

RT

RT

4.439

5.375

5.594

6.918

*MSD1 SPC, time=4.365:4.554 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674

2 N
o [s2]
75 ® 3
500 o ~o o g o o
0 [ ﬂdw. b . | S| . .
‘ ‘ I ‘ \ ‘ \ I \ ‘
200 400 600 800 1000 m/z
*MSD1 SPC, time=5.292:5.556 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674
= <
75 o
50 o © ~
1 . cf) .
25 =R« 8
0 : | - \mh‘wh Hm.“l Lol ‘\ L : : : :
200 400 600 800 1000 m/z
*MSD1 SPC, time=5.594:5.745 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674
- o
75 o
507 2 2 o o
pE BT
04 : | “‘\m\“m\‘ .| L : : : : L
200 400 600 800 1000 m/z
*MSD1 SPC, time=6.766:7.050 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674
— o
f <
75 &
25 o o
: TN \
01 o — : \ \ \ B
100 200 300 400 500 600 700m/Z

Tue, 13.->13.10.2020 S-> E D1F-A3 Acq. Method C:\Users\ ->



H2674289
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Compound 31

z 85
o _]
| IWI s/ N
—r — A , S — . e S . —
H 100 90 70 6.0 50 10 30 20 10
File name: H2674289 Honchar SF- 5997811 M2 NSC:0 PW-4 40 usec, RG: 44 St 131072
Dale: 26-Nov-2020 Solent dmso SW 11364 Hz TE 298K AQX 282 sec, RD: 0.00 sec H2674289




MaxPeak: 100.00% S491339$5
Ret Time: 1.254 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\OCT\0610\L292726D-PART 1\038-D5B-E 7-S491339$5.D
mAU ]
F ]
400
N ]
= 200
N N 0,:
I | I T
7 0 0.5 1 1.5 min
o—N DAD1 B, Sig=254,16 Ref=off (D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-5491339$5.D)
/ \N mAU -+
N/ ]
200 |
0
Mol Wt 337.35 0 05 1 15 i
Exact Mass 337.15 ) MSD1 TIC, MS File (D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-5491339$5.D) ES-API, Fast Scan, Frg
# Time Area$ E 1.264
_________________ 300000
1 1.254 100.00 200000 —
100000 7
3 W
- - - ‘ ‘
0 0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-5491339$5.D) ES-API, Fast Scan, Fr{
1 1.261
2000
1000 |
0 T ‘ ‘ ‘
0 0.5 1 1.5 min
ELS1 A, ELS1A, ELSD Signal (D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-5491339$5.D)
LSU |
16
14
12
[ [ — [ —
0 0.5 1 1.5 min
*MSD1 SPC, time=1.270 of D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-5491339$5.D ES-API, Fast Scan, Frag: 100, "PO¢
B 338.2
RT 1.264 50 339.2
1 157.0 \
04— — —— —r— —r— —r—
100 150 200 250 300 350 400 450  miz
*MSD2 SPC, time=1.264 of D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-5491339$5.D ES-API, Fast Scan, Frag: 100, "NE
1 364.6
1 320.2
RT 1.261 05 945 345.2 481.0
1 - 140.6 1906 2350 2724 14.8 f 3722 4106 ‘ 5074 5360 573.0
1 L | |
— T S S S Y D
100 200 300 400 500 m/z

Inj.Date 10/6/2020 Y Acg. Method C:\Users\ -> ->



Compound 32
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MaxPeak: 100.00% SO89995$3
Ret Time: 1.449 min
DAD1 A, Sig=215,16 Ref=off (D:\DATE\AUG\1308\L276968D\SAMP
mAU -
300
200
100 5
N 3
S S~ 03
S, I T T T
N N\ | 0.5 1 1.5 min
)l\ ) \H DAD1 B, Sig=254,16 Ref=off (D:\DATE\AUG\1308\L276968D\SAMPL000005.D)
~s N cl mAU 1
200 <
100 5
0 i ‘[\
Mol Wt 342.85 ‘ o 4 T -
Fxact Mass 341.94 MSD1 TIC, MS File (D:\DATE\AUG\1308\L276968D\SAMPL000005.D) ES-API, Scan, Frag: 100, "POS"
# Time  Area$ E 1.470
_________________ 150000 -
1 1.449 100.00 100000 =
50000 -
] M
o+ - : : :
0.5 1 1.5 min
MSD2 TIC, MS File (D:\DATE\AUG\1308\L276968D\SAMPL000005.D) ES-API, Scan, Frag: 100, "NEG"
100000 - 1.473
75000
50000 3
25000
o4 ‘ ‘
0.5 1 1.5 min
ADC1 A, ADCT (D:\DATE\AUG\1308\[276968D\SAMPL000005.D)
mV ]
45 -
] o
40 [
I | I T
0.5 1 1.5 min
*MSD1 SPC, time=1.473 of D:\DATE\AUG\1308\L276968D\SAMPL000005.D ES-API, Scan, Frag: 100, "POS"
1 343.0
20 345.0
RT 1.470 1
1 ‘ 366.8
0- I I I e T \
100 200 300 400 500 m/z
*MSD2 SPC, time=1.477 of D:\DATE\AUG\1308\L276968D\SAMPL000005.D ES-API, Scan, Frag: 100, "NEG"
1 41.
20 341.0
E 343.0
RT 1.473 10
1 ‘34&8
0 I I I S I I \
100 200 300 400 500 m/z

Inj.Date 8/13/2020 Y -4 - Acg. Method C:\CHEM32\->  ->
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Compound 33 -
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