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Figure S1. EC, determination of tested potential MYC degraders in Panc-1 cells. Cell

=4

bility was measured after 72 h with CellTiter-Glo (Promega). n
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Figure S2. ECso determination of tested potential MYC degraders in HEK293T17 cells. Cell
viability was measured after 72 h with CellTiter-Glo (Promega). n = 4.
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Figure S3. ECso determination of tested potential MYC degraders in HCT-116 cells. Cell

viability was measured after 72 h with CellTiter-Glo (Promega). n

=4

o o
a8 g
& 8
B s
o o
=3 =1 L
i =1
=) Mu L g W L
&N )
z =
e 2 e B F
< =
L= L~ L
& s
T T 2 T T 2 . .
& wn oo o h o e & n o
- o o a o - o o
[05Wa ) paeuLoy] [osMa o) pazjewiou] 05KQ 0} paBeuLoL)
Aupq e |20 anneRa Aujgea jpa aanepps Aupiq e 1120 annejal
o o
a8 2
& s
Ei ]
o o
I8 -2 L
a ]
L Mu Lo m. L
- ~
T =
e 2 o B F
< <
L= L= L
o o
T T g8 T T 8 : .
& ) oo & " oo & ih &
- o = : a B - = =
[05Wa o) pageuoy] [osMa oy pazewiou 05MQ 0} paBeULoL]
Aupqen 20 aneja hupgen (@2 annepal Aupgen 123 annejas
o o
a8 2
8 8
] ]
. =] 1 r
o B g
- < 5
- l = Lo L
Ei W =2
o
< )
Fe 2 Fe B F
w =
L~ L L
s s
T g : : 2 : ,
n o e o wn o© P ih o
= o . B B = o o
[osing 0} pazjeuuoy] [osrua oy pazewsau] 0sIMa 01 paz)
Aupqein |20 annepRa Kungein 122 aanejal Aungen 122
o o
a8 2
& s
Ei £
a o
=1 -2 L
- ]
2 —_
La 2 Lo mr L
{3 -
. § .23 i
< 2
=
L~ L~ L
o o
T T Q T T b= T T
& ) R & " o e & ih &
- o = : a B - = =
loswa =« [ogMa oy pazjewioy 0SNG 23 pa)

Aupqein |20 annepa

Aupgewn o annea.

Aunqenn 20 anyeja1

100 1000

10

Abd13 [uM]

100 1000

10

Abd12 [M]

L 10 100 1000
Abd11 [uM)

0.01

10 100 1000

Abdo [uM]

|

(0SNG 03 padIje L
Aupgeia 20 anneau

T T

= w o
- ° =
(08I 01 paRewscy)
Aupgen |20 anneas

T T

3 X )
= a e
[OSIAQ 01 paRIEWscy]
Aupiqei (20 annejas

T T

3 i} )
& a e
oS o1 pagiewscu)
Kunqein 120 aaejau

T T

3 X )
= a e

1000

100

10

Abd19 [um]

1000

100

1000

100

10

Abd17 [uM]

1000

100

Abd18 [uM]

Abd14 [aM]

T T
=] w
= o
oM o) pazie o]

Aupqen jj22 anejas

1

T T
a o
- o

[0 ) pagiewsey]
Aupqen g2 annejai

4

T T
o "
= a
o5 o) pagewuey]

Aungein 122 anejai

Aungen g2 anneja

100 1000

10

Abd23 [uM]

100 1000

10

Abd22 [uM]

100 1000

10

Abd21 [1M]

100 1000

10

Abd20 [M]



Aungen 1122 e

T
w
‘ (=1
losiMa o) pagewsou]

Aupgenn 120 anneRi

04

3

T T
o w
- e

losiMa o) pagewsou]
Anpgen 120 aaeRa

0.0

o

T
wn
‘ o
losiMa o) pagewsou]

Aupgenn 120 anneRi

04

1000

100

10

Abdal [uM]

1000

100

10

Abd40 [uM]

1000

100

10

Abd25 [uM]

1000

100

10

Abd24 [uM]

[D5Aa o) pazijeway
Kupgenn 1192 aaneR)

05INA ) paRewsoy]
Aungen 1122 e

o
2
=1
]
o
L2 L
S
- I
-]
=
e B L
L
=
Lo L
o
T T =] T T
! h o e & n o
: a o - o o
[DSMQ ) pazjeway Q5AE ) paIELLE0Y]
Kuangenn R aaneRa Aunqg e 1122 annea
o
2
g
S
o
- =1 L
S
. -
- I
=
=
Fe B L
L
=
o L
S
T T =] T T
! h o e & n o
- B B - = o
[DSMQ ) pazjeway Q5AE ) paIELLE0Y]
Kuangenn R aaneRa Aunqg e 1122 annea
o
2
s
g
o
L2 L
=]
L mv. w L
m
=
= L
=
<
| L
I
T T o T
o w oo w (=]
- = = - = =
[oswa o pazjewsau) (050 0} pazewoy]
Kupgenn jjpa aanea Aupq e 3> annepa
o
2
8
]
o
L2 L
S
- I
~
=
Fe 2 L
L
=
Lo L
S
T T =] T T
! h o e & n o
: = B - = o

10 100 1000

Abd63 [uM]

10 100 1000

Abd62 [uM]

10 100 1000

Abd61 [uM]

1000

100

10

Abd59 [uM]

T T
= .
i b=
Qs 91 pazewoy)

Aupnqe 1133 aane

100 1goQ

10

Abd66 [M]



Figure S4. Time and concentration course analysis of most active potential MYC degraders
in HEK293T17 cells analyzed by western blotting. The bar diagram show quantification of
MY C protein levels relative to VCL expression. n =1
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Figure SS. Time course analysis of most active potential MYC degraders at 50 uM using
HiBiT-MYC and LgBiT overexpression in HEK293T17 cells. n =3
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Figure S6. Non-enzymatic stability testing. Stability of PROTACSs in assay medium at 37 °C.

Cmpd. ID Class % Stability at 37°C HPLC
Oh 6h 12h 24h
16a (Abdl11) CRBN-based PROTAC 100 100 100 100
16b (Abdl) CRBN-based PROTAC 100 100 100 100
16¢ (Abd9) CRBN-based PROTAC 100 100 100 100
16d (Abd12) CRBN-based PROTAC 100 100 100 100
16e (Abd44) CRBN-based PROTAC 100 100 100 100
16f (Abd48) CRBN-based PROTAC 100 100 98.5 94.3
16g (AbdS8) CRBN-based PROTAC 100 100 100 100
21a (Abd42) CRBN-based PROTAC 100 97.5 94.6 87.8
21b (Abd25) CRBN-based PROTAC 100 99.5 97.2 93.7
21c (Abd3) CRBN-based PROTAC 100 100 98.5 90.2
27a (Abd41) CRBN-based PROTAC 100 98.8 95.8 89.6
27b (Abd40) CRBN-based PROTAC 100 97.3 87.3 51.1
34f (Abd2) VHL-based PROTAC 100 100 100 100
34g (Abd5) VHL-based PROTAC 100 100 100 100
34i (Abd7) VHL-based PROTAC 100 100 100 100
Figure Predicted ADME properties (in silico) using SwissADME*
(https://www.swissadme.ch)
Cpd. Mol. logP N rot. H- H- TPSA Lipinski Gl
weigth | consensus | bonds | bonds | bonds A2 violations | absorption
acc. don.
Abd1 723.8 3.95 15 7 4 163.01 2 low
Abd41 801.9 3.78 21 9 4 188.37 2 low
Abd20 914.1 5.19 25 9 6 236.40 3 low
Abd21 928.1 5.48 26 9 6 236.40 3 low
Abd2 928.1 5.18 26 9 6 236.40 3 low
Abd5 942.1 5.62 27 9 6 236.40 3 low
Abd23 928.1 5.24 26 9 6 236.40 3 low
Abd24 942.1 5.51 27 9 6 236.40 3 low
EN4 416.5 4.13 11 4 2 76.66 0 high
KL4-219A 370.5 2.85 4 4 0 68.83 0 high

*SwissADME: a free web tool to evaluate pharmacokinetics, drug-likeness and medicinal
chemistry friendliness of small molecules. Sci. Rep. (2017) 7:42717.

10




Figure S8. 'H-NMR, '3*C-NMR, HPLC chromatogram, and HRMS spectra
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mAU

PDA Multi 1 254nm,4nm

12,715

B.Cong

13,153

30
min

PDA Ch1 254nm

Peak#

Ret. Time

Area

Height

Area%

1

12,715

3616980

269353

99,780

2

13,153

7986

2393

0,220

Total

3624966

271746

100,000

Alfayomy_Abd 9_260114072540 #15-17 RT: 0.55-0.63 AV: 3 NL: 9.40E4

T: FTMS + p NSI Full ms [150.00-2000.00]
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16d (Abd12)

mAU
] o PDA Multi 1 254nm,4nm
500—: o B.Conc
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100 -
7 D M~
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0_: o
T T T T | T T T T | T T T T | ‘ T | T T T
0 5 10 15 20 25
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 11,051 38525 4954 0,561
2 1,174 57483 5545 0,837
3 12,970 6702716 537319 97,607
4 13,556 20023 2830 0,202
5 14,336 48274 4131 0,703
Total 6867021 554778 100,000
Alfayomy_Abd 12_260114072540 #3-13 RT: 0.09-046 AV: 11 NL: 4.05E5
T: FTMS + p NSI Full ms [150.00-2000.00]
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100+ -0.1845 ppm
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E -0.0964 ppm
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20% 804.3003
15’; Cus H43Z_015N5Na
10—; -0.1038 ppm
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m/z
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mAU
1500 ~ PDA Multi 1 254nm 4nm
7 o
7 & B.Conc
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i al B 9
{ 7= 4 B R
0 - T T =~
0 é 1|0 1‘5 2|0 2‘5
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 1,413 30560 7327 0,217
2 11,533 16365 2628 0,116
3 12,217 13704051 1422465 97,134
4 12,555 278353 32964 1,973
5 13,057 52532 5081 0,372
6 20,105 26593 2884 0,188
Total 14108453 1473349 100,000
Alfayomy_Abd 44 260114094707 #10-14 RT: 0.33-0.48 AV:5 NL: 9.23E5
T: FTMS + p NSI Full ms [150.00-2000.00]
817.2969
Cas Héga Ng Na
1004 1.5243 ppm
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85
80
753
707 557.2881
65 Car Hz;1o4 Ne
60; 1.8682 ppm
553 819.3027
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25%
20—%
15%
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16f (Abd48)

mAU
b = PDA Multi 1 254nm.,4nm
J b
100(# ¢ B.Conc
750+
500
] i
4 0y
2504 N
T 0m
i Sﬁ
o =
T T | T T T ‘ T T | T T T | T T T ‘ T T
0 5 10 15 20 25
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 11,095 48151 H895 0,398
2 11,548 21705 2536 0,179
3 12,414| 10482865 1108885 86,548
4 12,741 509060 44883 4,203
5 13,055 941516 89456 7,773
6 13,280 71153 7798 0,587
7 13,579 20047 2063 0,166
8 20,069 17701 1465 0,146
Total 12112197 1262981 100,000
Alfayomy Abd 48 260114094707 #11-13 RT: 0.39-0.46 AV: 3 NL: 1.62E5
T: FTMS + p NSI Full ms [150.00-2000.00]
571.3034
Cs2 H23=9104 Ne
100+ 1.2480 ppm
95—5
907
ss—i 809.3300
80; Cas H§=5105 Ne
75§ 0.8378 ppm
70%
65
60
55
507
E 831.3123
453 z=1
E C46Ha4 OgNg Na
407 1.2560 ppm
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5 ‘
0; L S \‘\uw‘\‘w‘\lw\‘ww'\ LB e e e ‘NL“l\““‘V‘“‘\‘L“‘\““\‘“‘\““\‘
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m/z
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16g (Abd8)
mAU

PDA Multi 1 254nm,4nm

12,453

B.Conc

L4787

PDA Ch1 254nm

Peak#

Ret. Time

Area

Height

Area%

1

11,787

15456

1064

0,258

2

12,453

5959562

442908

99,301

3

12,878

26504

4169

0,442

Total

6001522

448141

100,000

Alfayomy Abd 8 260114072540 #3-14 RT: 0.09-0.47 AV: 12 NL: 7.64E5
T: FTMS + p NSI Full ms [150.00-2000.00]

742.3229
z=1
C43H44 O7Ns
-0.7784 ppm

764.3048
500.2655 z=1
z=1 C43Ha3 07 NsNa
3] C29H34 03 Ns -0.8533 ppm
305 -0.2969 ppm
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21a (Abd42)

mAU
1500+ 2 PDA Multi 1 254nm,4nm
m =
. B.Conc
1000
500 335
4 i
s
: 8 3 ¢ \i S
= = 5 | @
o] s @ A/L{ Fs
0 % 1|0 1‘5 2|0 2|5
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 8,722 154020 21124 0,989
2 10,894 16126 2792 0,103
3 13,035 359998 38715 2,311
4 13,439| 14979586 1441540 96,141
5 14,169 12387 2087 0,080
6 14,401 7925 1235 0,051
7 14,762 21468 2612 0,138
8 14,970 29361 3702 0,188
Total 15580870 1513806 100,000
Alfayomy_Abd 42 260114094707 #4-16 RT: 0.10-0.47 AV: 13 NL: 8.57E5
T: FTMS + p NSI Full ms [150.00-2000.00]
827.3403
Cuas HZA=7109 L\
100+ 0.5217 ppm
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85;
80
75
70%
653 859.3666
6072 Ca7 H;=1010 Ne
55; 0.5211 ppm
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30; Cs2 Hez1=g)e Ng S
E 0.5862 ppm
255
20%
15
10%
H
0;\\H‘“w\‘\'\lww‘www\\HH\ \MHH\H\‘\ \‘HM“\H\”H\J\M”HWHH\ T T T T T T T T T T T T
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21b (Abd25)

mAU
] X PDA Multi 1 254nm,4nm
1250+ <
] B.Caonc
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750
500
250 l
. 5 ﬂk
0 s F
T T | T T | T T ‘ T T T T ‘ T T T | T
0 5 10 15 20 25
min
DA Ch1 254nm
Peak#| Ret. Time Area Height Area%
1 8,707 23171 3334 0,171
2 13,449 74320 7376 0,548
3 13,848 13320453 1297062 98,279
4 15,171 135776 14295 1,002
Total 13553720 1322067 100,000
Alfayomy Abd 25 260114094707 #30 RT: 1.05 AV: 1 NL: 2.34E5
T: FTMS + p NS Full ms [150.00-2000.00]
841.3556
CA7HZA?09N6
100+ 0.0444 ppm
95—5
907
85
807
754
704
65
60
55
50
45
40%
35
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257
El 863.3375
20 z=1
1 Ca7H4g OgNg Na
15 0.0304 ppm
10
53
GE\\\\\\“\\\\\\\\\\\\\\ L LA \‘\\‘\\\\\\\\\\\“\\\\\\\\\\\\\\\\\\\\\\\\\\\\
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m/z

28



21¢ (Abd3)

o o o [=3
2 54 a = 2
1 1 1 1 1
€T — 1T
€5 T — Fory
T
st ot
:.N\ 10°¢C
vz’ M/wm.ﬁ
987~ Rgrt
9TEN J00°e
8Tt
Q.v/
LEY rz0'C
8y~ 20T
20's
vo.m/
6S°S 0T
09'S
79's
79's o 50T
609
. o
M.NM 60T
s or1
0£'9 3 .
o/ 2 £80°T
059 &z
£6'9\ .
- Jeot
8697 720°1
LoLy 10t
wz\ 2 07
el | : ek
vS'L z e
9Lt
€78 — 00'T
€9'8— FZ20°T
o
z
o
06— 0T
z
o}
90'TT — Y. =00'T
(2]
3 B
2

1.0

1.5

4.0 3.5 3.0 2.5

4.5

7.5

8.0

f1 (ppm)

r 1400
1300

1200

1100

1000
900
800
700

600

500

400

300

200

r100

r-100

097z

mv.mNM
€97 -
26'87—
er1e”
osrse”

[4: 82
ON.Nv\

Nm.Nv\

6681

9b"60T 1
Z8°0TT 1
19°£1T 1
PH'8TT 1
6v°61T
90'H2T 1
00°92T 1
VA TAR
+8'921T %
85°/2T §
0T'82T 1
IARTAR |
06'62T
L6'TET ,W
£9'2€T

8€'69T
187041
8E'TLT
cTeLT

Abd3

NH

NH

Hy

T T T T T T T T T
200 190 180 170 160 150 140 130 120 110
f1 (ppm)

210

29



21¢ (Abd3)

mAU

1,3

9,974

2,916

PDA Multi 1 254nm,4nm

B.Cong|

PDA Ch1 254nm

10

Peak# Ret. Time

Area

Height

Area%

1 1,395

18331

3727

0,250

2 9,974

36718

3857

0,502

3 12,916

7265945

595690

99,248

Total

7320994

603274

100,000

Alfayomy_Abd 3_260114072540 #7-17 RT: 0.24-0.62 AV: 11 NL: 2.35E4

T: FTMS + p NSI Full ms [150.00-2000.00]
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27a (Abd41)

mAU
1000+ @ PDA Multi 1 254nm,4nm
] B.Conc
750-
500-]
250
] @ 3
0~ ® “&:‘
T T | T T | T T T T ‘ T T T | T | T T
0 5 10 15 20 25
min
DA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 8,339 14726 2372 0,208
2 12,904 17534 1572 0,247
3 13,398 6930506 969853 97.816
4 13,842 17849 3773 0,252
5 14,804 41836 6879 0,590
6 16,343 62795 12911 0,886
Total 7085246 997360 100,000
Alfayomy Abd 41 260114094707 #7 RT: 0.21 AV:1 NL: 1.36E6
T: FTMS + p NSI Full ms [150.00-2000.00]
8023561
044H§103N7
100+ 0.2384 ppm
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mAU
i @ PDA Multi 1 254nm,4nm
1250+ )
] B.Conc
1000~
750
500
250+ -
] o
] ~
0+ =5
T T T T ‘ T T | T T T ‘ | T T |
0 5 10 15 20 25
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 12,981 15380 2623 0,155
2 13,271 96357 12559 0,968
3 13,826 9757381 1270588 98,065
4 14,884 9099 1706 0,091
5 15,276 68995 10616 0,693
6 15,822 2679 574 0,027
Total 9949892 1298666 100,000
Alfayomy_Abd 40_260114094707 #6-8 RT: 0.17-0.24 AV: 3 NL: 1.47E6
T: FTMS + p NSI Full ms [150.00-2000.00]
816.3722
C45H25=0103N7
1005 0.8324 ppm
95%
90
85
80
75
70—?
65
60%
55%
50—5
45—?
40
35%
30
25% 838.3542
20% 045H49z=013N7Na
15; 08732 ppm
10%
57
GE‘1"‘\“‘H\HH\HH\LHH\HH\“““\ ‘h"\‘H‘\LH“H\H“\“"‘\““\“H\
550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
m/z
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32a (Abd63)
mAU

9,927

14,

13,505

PDA Multi 1 254nm,4nm

B.Conc

10

DA Chl 254nm

Peak Table

Peak# | Ret. Time Area Height

Area%

1 9,927 10614 1006

0,117

13,505 48506 4354

0,534

8958966 780544

98,713

2
3 14,551
4

15,317 57731 4280

0,636

Total 9075816 790184

100,000

Alfayomy_Abd 63_260115074430 #18-26 RT: 0.67-0.98 AV:9 NL: 4.37E4
T: FTMS + p NSI Full ms [150.00-2000.00]
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mAU

8,561

14,

PDA Multi 1 254nm,4nm

B.Canc

PDA Ch1 254nm

[y
o

Peak#

Ret. Time

Area

Height

Area%

1 9,561

81314

4788

0,448

2 14,127

18052578

781058

99,552

Total

18133892

785846

100,000

Alfayomy_Abd 66_26011507572#9-10 RT:0.32-0.35 AV: 2 NL:2.54E5
T: FTMS + p NSI Full ms [150.00-2000.00]

25
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32¢ (Abd59)

mAU

1250 ; PDA Multi 1 254nm,4nm
] 3 B.Conc
1000+
750+
500+
250+
] 8 She
] S ) E;
. - gEe
0 é 1|0 1|5 2‘0 2‘5
min
PDA Ch1 254nm
Peak#| Ret. Time Area Height Area%
1 10,036 40193 4790 0,316
2 13,512 81771 6369 0,642
3 14,312 12490242 1218778 98,084
4 14,827 39829 2801 0,313
5 15,112 82183 7507 0,645
Total 12734219 1240244 100,000
Alfayomy Abd 59 260114094707 #8 RT: 0.28 AV: 1 NL: 3.50E4
T: FTMS + p NSI Full ms [150.00-2000.00]
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1004 0.1769 ppm
95
907
85
80;
753
70
ssé 806.3160
60; Cus H45Zgg N5 Na
q 0.0069 ppm
55
50%
45%
40—%
35%
301 5041.:21357
25—%
20—%
15%
10
=
GE W‘L‘y‘\‘\‘d“h\‘\‘ ““u‘ T TN W H“H‘u“‘hw\‘u‘\”l‘ ‘l\“ ‘\\‘\‘u“”wu”x‘\‘\“
500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150
m/z

40



32d (Abd62)

500

450

400

350
300

250

200

150

r100

50

0z'T

R.ﬁ%
9T~
6v'T
9L T—
86'T —
ey
07'z

vv.m\
b5'T

wm.mx

66°C

S6°€—
LTP
Wy —

596 —

oo

NH,

\

0T

f1 (ppm)

3600
3400

3200

3000

2800
2600
2400
2200
2000
1800
r 1600
1400
1200
1000
800
600
400
200

~-200

60°ST
26°8T
6LTC
€8'bC
L AT
85'92 7
8€°6¢C
$9'1E
TLbE
1L°5€
61'8€
STy
(% VA4
602

D

A N

18'€9 —

Abd62

oo

NH

T T T T T T T
180 170 160 150 140 130 120 110

T
190

f1 (ppm)

41



32d (Abd62)

mAU
1 o PDA Multi 1 254nm,4nm
TSCF_ B.Cong
5004
250+
] @
] &
0 T
0 é 1|0 1|5 20 ]
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 13,859 13562 1145 0,150
2 14,453 8928432 800665 938,739
3] 14,933 22395 1925 0,248
4 15,218 78045 6860 0,863
Total 9042434 810595 100,000
Alfayomy_Abd 62_260115074430 #16-26 RT: 0.57-0.93 AV: 11 NL: 2.33E5
T: FTMS + p NSI Full ms [150.00-2000.00]
574.3387
C33 Hﬁ104 Ns
1004 -0.1663 ppm
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mAU

14,

15,119

PDA Multi 1 254nm 4nm|

B.Conc

PDA Ch1 254nm

Peak# Ret. Time

Area

Height

Area%

1 14,234

12261999

1052902

99,197

2 15,119

99253

6380

0,803

Total

12361252

1059282

100,000

Alfayomy_Abd 61_260115074052 #5 RT: 0.17 AV:1 NL: 9.00E4
T: FTMS + p NSI Full ms [150.00-2000.00]
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34a (Abd19)

mAU
1000_‘ g PDA Multi 1 254nm.4nm)
] B.Conc|
750+
500
2504
J So
] 82
i oF
o
T T ] L AL B I
0 5 10 15 20 25
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 13,218 | 14967292 1004978 99,391
2 13,924 73965 8573 0,491
3 14,430 17693 2520 0,117
Total 15058949 1016071 100,000
Alfayomy Abd 19 260114090833 #3-13 RT: 0.09-0.46 AV: 11 NL: 7.04E4
T: FTMS + p NS Full ms [150.00-2000.00]
900.3752
Cuas Hsz:ée N7 S
100+ 0.3423 ppm
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34b (Abd20)
mAU

1250

10,660

o™
o
«

PDA Multi 1 254nm,4nm

B.Cong

PDA Ch1 254nm

Peak# Ret. Time Area

Height

Area%

1 10,660 27488

2601

0,130

13,322| 20881149

1279728

98,730

78961

9897

0,373

2
3 14,033
4

16,472 40248

4651

0,190

5 20,159 121868

6245

0,576

21149715

1303121

100,000

Alfayomy_Abd 20_260114090833 #25-27 RT: 0.88-0.96 AV: 3 NL: 5.08E5

T: FTMS + p NS Full ms [150.00-2000.00]
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34¢ (Abd21)

mAU
1000_‘ E PDA Multi 1 254nm.,4nm
] B.Conc
750+
500+
2504
: 5o & o
1 K ¥ -
0 T =
0 é ‘I|0 1‘5 2‘5 .
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 10,861 66907 6248 0,439
2 11,115 18545 1895 0,122
3 13,378 14953461 1001965 98,088
4 14,127 69135 6702 0,453
5 23,210 136833 4361 0,898
Total 15244881 1021170 100,000
Alfayomy_Abd 21_260114090833 #20-22 RT: 0.70-0.77 AV: 3 NL: 7.72E4
T: FTMS + p NSI Full ms [150.00-2000.00]
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PDA Multi 1 254nm,4nm

B.Conc

PDA Ch1 254nm

15

Peak# Ret. Time Area Height

Area%

1 1,676

48945
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97,714
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2
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0,807
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100,000

Alfayomy_Abd 22 260114092442 #3-5 RT: 0.09-0.17 AV:3 NL: 8.44E4
T: FTMS + p NSI Full ms [150.00-2000.00]
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34e (Abd18)

mAU
] b PDA Multi 1 254nm,4nm
1250+ b
] B.Conc
1000
750
500
250—: 8
O i - J
7 T T T ‘ T T T | T T T | T T T T ‘ T T | T T T T
5 10 15 20 25
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 11,162 130375 8970 0,611
2 13,255 20680550 1306101 96,943
3 14,006 85965 8344 0,403
4 16,495 1056364 9299 0,494
5 16,875 23164 1836 0,109
6| 20,221 307170 15015 1,440
Total 21332588 1349564 100,000
Alfayomy_Abd 18_260114072540 #1-2 RT: 0.01-0.04 AV: 2 NL: 3.85E4
T: FTMS + p NSI Full ms [150.00-2000.00]
936.3743

1004
95
907
85
80
754
707
65
60
55
503
453
409
35
30
257

207

z=1
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34f (Abd2)

mAU

PDA Multi 1 254nm,4nm

,383

B.Conc

14,818

PDA Ch1 254nm

I
15 20

min

Peak#

Ret. Time

Area

Height

Area%

1

13,383

9099602

700363

99,700

2

14,818

27370

2367

0,300

Total

9126972

702730

100,000

Alfayomy_Abd 2_260114072540 #8-15 RT: 0.27-0.53 AV: 8 NL: 2.71E5
T: FTMS + p NSI Full ms [150.00-2000.00]

928.4061
z=1
Cs1Hsg OgN7 S
-0.1245 ppm

950.3876
z=1
Cs1Hs70gN7Na S
-0.5932 ppm
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34g (Abd5)

mAU
§ pn PDA Multi 1 254nm,4nm
750+ s
] B.Conc
500+
250+
| 8
| s
0
0 % 1‘0 15 2|0 2‘5
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 10,923 1905682 16201 1,796
2 13,441 10371136 779829 97,757
3 15,140 20672 1872 0,195
4 16,405 11254 1289 0,106
5 16,590 15454 1648 0,146
Total 10609099 800839 100,000
Alfayomy Abd 5 260114072540 #3-9 RT: 0.08-0.27 AV:7 NL: 1.36E6
T: FTMS + p NSI Full ms [150.00-2000.00]
942.4220
CszHeZo=C1)3N7S
100+ 0.1237 ppm
95
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34h (Abd17)

mAU

11,142
12,164

o
0
w0
—

PDA Multi 1 254nm,4nm

B.Cong

PDA Ch1 254nm

Peak# Ret. Time

Area

Height

Area%

11,142

125501

8990

0,835

12,164

11230

1184

0,075

14811098

1102067

98,585

14,398

49736

5944

0,331

1
2
3 13,663
4
5

20,199

26142

1750

0,174

15023707

1119935

100,000

Alfayomy_Abd 17_260114072540 #7 RT: 0.24 AV:1 NL: 3.61E4
T: FTMS + p NSI Full ms [150.00-2000.00]
980.3984
z=1
Cs2Hs9 OgN7Na S
-0.3485 ppm
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34i (Abd7)

mAU

PDA Multi 1 254nm,4nm

13,573

B.Conc

13,984

PDA Ch1 254nm

Peak#

Ret. Time

Area

Height

Area%

1

1,399

22778

4534

0,611

2

13,573

3685882

267964

98,834

3

13,984

20708

3417

0,555

Total

3729369

275916

100,000

Alfayomy_Abd 7_260114072540 #3-13 RT: 0.10-0.46 AV: 11 NL: 3.70E5

T: FTMS + p NSTFull ms [150.00-2000.00]
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34j (Abd14)
mAU

PDA Multi 1 254nm,4nm

(Te]
=

B.Cong|

11,746

PDA Ch1 254nm

10 15 20 25
min

Peak# Ret. Time

Area

Height Area%

1 11,746

67130

5870 1,268

2 13.845

5198837

404386 98,235

3 14,417

26301

3184 0,497

Total

5292268

413440 100,000

Alfayomy_Abd 14_260114072540 #8-9 RT: 0.27-0.31 AV:2 NL: 9.78E4

T: FTMS + p NSI Full ms [150.00-2000.00]

l o

1000.4638
z=1
Cs5Hes Og N7 S
0.1214 ppm
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Cs6H70010N7 S
0.0960 ppm

I

T T T T Tt
550 600

T T
650

L B e e
700 750

LIS L e e e e e e LN L e e e e e e
800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400
m/z

64



34k (Abd43)

2 8 2 8 2 8 2 8 2 8 o

< T b T T T i o in i T <
60— Foo's
9g'T
Nm.ﬁ” e
9T e
68'T ¥80'
A 01
£TT~ AT
9Tz — .
7o — 1T
oe - 20°€
98°€ |
88°€ |
68'E
Tt
mm.Lf e
3al 0'¢
Ob'b | o3 P50z
Z5v =\, 4801
mm.fw ¥ poos
60°'S 7v0'T
01°S
09°S
£9°S md\ﬁu =90°'T
60°9
$T°9
¥Z'9 £ £50'T
€9 .
18°9 0T
+8°9 60T
(8°9
€69
569 o1
L 10"
A g Rpre
[N Moo
€Ll
SLrL~ b0°T
18 o Roo'e
€8/
15°8
€5°8 °
vS87F Wo.ﬁ
€98 201
$9'8 200'T
oo.w\ .
9’8 "/
fo6— =$0'T
2

0.5

1.0

9.0 8.5 8.0

9.5

f1 (ppm)

2300
2200

2100

2000

1900

1800

1700

1600

1500

1400

1200
1100
1000
900
800
700
600
500
400
300
200
100

1300
Y

r-100

~-200

8€'9T —

+9°S¢

+¥8°9¢ V
06'8C —
ST'SE

§9'S€E V
0’8 —
OH.va

(4344

9498 ~
P1'6S —

1289
mh.wow

TE69

T6'STT
81'8TT |
60T 1
8Z°€TT |
00927 |
25927 |
95927 |
6527 |
L8227 |
20827 |
T1°82T |
£L0°62T
12627 |
80°0€T |
09°TET
L6'TET

SHEET

Y6'6€T
SS'EVT

mﬁ.mi/
mo.omﬂ/

€0°TST
S8°IST V
PE'SST ~

€T°S9T
€6°99T

e
2

ST'0LT
hm.mhﬁW

NH

110

120

130

140

150

160

170

f1 (ppm)

65



34k (Abd43)

mAU
750 2 PDA Multi 1 254nm,4nm
: I B.Conc
500+
250+
i 1] o
b [+e] [
w M~
] E iﬂ E‘
O .
T T T | T T | T T T ‘ T | T | T T T T

PDA Ch1 254nm

Peak# Ret. Time

Area

Height

Area%

1 1,405

34292

10540

0,665

2 13,588

8779

1360

0,170

3 14,460

5107015

741613

99,002

4 15,724

8419

899

0,163

5158505

754412

100,000

Alfayomy Abd 43 260114094707 #23-27 RT: 0.82-0.97 AV:5 NL: 1.06E5

T: FTMS + p NSI Full ms [150.00-2000.00]
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341 (Abd13)

mAU

PDA Multi 1 254nm ., 4nm

B.Conc

PDA Ch1 254nm

15

Peak# Ret. Time

Area

Height

Area%

1 1,402

67717

13507

0,767

11,162

113177

9296

1,283

8587840

703602

97,328

2
3 14,731
4 15,476

22266

2559

0,252

5 20,241

32599

2188

0,369

Total

8823598

731153

100,000

Alfayomy Abd 13 260114072540 #2 RT: 0.06 AV:1 NL: 8.18E5

T: FTMS + p NSI Full ms [150.00-2000.00]
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34m (Abd23)
mAU

PDA Multi 1 254nm,4nm

246

B.Cong

10,575

0 5 10 15 20 25
min

PDA Ch1 254nm
Peak# Ret. Time

Area Height Area%

10,575

175742

13842

1,352

13,246

12714911

842613

97,785

13,742

49890

7360

0,384

16,469

14210

1959

0,109

20,108

48225

2634

0,371

13002978

868408

100,000

Alfayomy_Abd 23 260114092442 #12 RT: 0.41 AV: 1 NL: 1.34E5
T: FTMS + p NSI Full ms [150.00-2000.00]
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Figure S9. HPLC chromatograms, microsomal stability testing
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