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Figure S1. 'H NMR spectrum of compound 7a.
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Figure S2. '"H NMR spectrum of compound 7e.
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Figure S3. 'H NMR spectrum of compound 7f.
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Figure S4. 'H NMR spectrum of compound 7g (D20).
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Figure S5. '"H NMR spectrum of compound 7h.
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Figure S6. 'H NMR spectrum of compound 7h (D,0).
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Figure S7. 'H NMR spectrum of compound 7i.
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Figure S8. 'H NMR spectrum of compound 7i (D20).
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Figure S9. 3*C NMR spectrum of compound 7i.
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Figure S10. 'H NMR spectrum of compound 7j.
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Figure S12. '"H NMR spectrum of compound 7k (D,0).
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Figure S13. '"H NMR spectrum of compound 71.
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Figure S14. 'H NMR spectrum of compound 71 (D,0).
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Figure S15. 'H NMR spectrum of compound 7m.
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Figure S16. 'H NMR spectrum of compound 7m (D20).
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Figure S17. 'H NMR spectrum of compound 7n.
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Figure S18. '"H NMR spectrum of compound 7n (D,0).
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Figure S24. 'H NMR spectrum of compound 7r.
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Figure S27. 'H NMR spectrum of compound 7s.
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Figure S28. 'H NMR spectrum of compound 7s (D,0).
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Figure S29. °C NMR spectrum of compound 7s.
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Figure S30. '"H NMR spectrum of compound 7t.
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Figure S32. °C NMR spectrum of compound 7¢.
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Figure S33. HRMS spectrum of compound 7a.
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540



Supporting information

Ibrahim-SH-7c #1-16 RT: 0.02-0.45 AV: 16 NL: 8.68E6
T: FTMS + p NSI Full ms [300.00-1000.00]
490.0708
z=1
C22Hig02NsCINasS
-0.5562 ppm
100 4521187
z=1
381.2975 C27H2002N2S
353.2662 z=1 -0.3948 ppm
z=1 C21 Hs2 O4Na
CigH2504 Na -0.0233 ppm
-0.0294 ppm

70 4741009

z=1

65 C27H1s03N2Nas$
0.1125 ppm

Relative Abundance
wm
o

25 395.0784

z=1

20 Ci7HigO4NgNasS
-0.1633 ppm

| l . [ Al ||g ‘ ; L

LISNLI SN I N N O N L L L B B I O O ']l‘lll fl|||||v||||||:||'l||ill||||
330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540
miz

Figure S36. HRMS spectrum of compound 7e¢.
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Figure S38. HRMS spectrum of compound 7¢.
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Figure S41. HRMS spectrum of compound 7d.
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Figure S42. HRMS spectrum of compound 7e.
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Figure S43. HRMS spectrum of compound 7e.

548



Supporting information

Iorahim-SH-7-e-neq #1-17 RT. 0.02-0.46 AV: 17 NL: 6.95E6

T: FTMS - p NSI Full ms [300.00-1000.00]

Relative Abundance
o
=)

15 393.2777

z=1
C21Hg204Cl
-0.0298 ppm

504.1345
z=1
C2sH205NsS
-0.4001 ppm

540.1110
z=1
C25H2205N5CIS
£.7485 ppm

567.1300
z=1

618.1273
z=1

1 1
460 480 500 520

Figure S44. HRMS spectrum of compound 7e.

549

560 580 600 620 640

i
660

T T
680

T
700

L |
720



Supporting information

SH7-f2#1-16 RT: 0.02-0.44 AV: 16 NL:2.23E7

T: FTMS + p NSI Full ms [150.00-1000.00]

Relative Abundance

100+

553

453

[
a
INTNN W]

w
T

N
2]
INIRNANRTI

= N
o o
IRTNETNEN]

&
=)

o
AR TRRAT]

C21 He 04 Na
0.0126 ppm

354.2697
_Z=1

381.2975
z=1

382.3010
_z=1

535.0829
z=1
22H2005Ns Na S2
-0.0355 ppm

5121009 533_"?50 593.0417

z= —= z=1

459.1473 C22H2105Ne S2 56%_3588 620.4108
z=1 0.0227 ppm = 7=2

I —" | s ‘,. j \ L

o

T
360

t—
380

400

T
420

LIRS S B B B S N B B S B B B B H

T T T
440 450 480 500 520 540 560 580 600 620
mz

Figure S45. HRMS spectrum of compound 7f.
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Supporting information

Ibrahim-SH-74-nea 2 #1-17 RT: 0.02-0.46 AV: 17 NL: 2.13E7
T: FTMS - p NSI Full ms [300.00-1000.00]
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Figure S46. HRMS spectrum of compound 7f.
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Supporting information

lorahim-SH-7-q 23013008122¢ #1-16 RT: 0.02-0.46 AV: 16 NL: 1.77E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S47. HRMS spectrum of compound 7g.
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Supporting information

Iorahim-SH-7-g-neq #1-17 RT: 0.01-0.45 AV: 17 NL: 1.10E6
T: FTMS - p NSI Full ms [300.00-1000.00]
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Figure S48. HRMS spectrum of compound 7g.
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Supporting information

Ibrahim-SH-7-h 230130081229 #1-16 RT: 0.01-0.45 AV:16 NL: 231E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S49. HRMS spectrum of compound 7h.
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Supporting information

Ibrahim-SH-74 230130081229 #1-16 RT: 0.01-0.45 AV: 16 NL: 1.84E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S50. HRMS spectrum of compound 7i.
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Supporting information

Iprahim-SH-74-neq #1-17 RT: 0.02-0.47 AV: 17 NL 9.24E5
T: FTMS - p NSI Full ms [300.00-1000.00]

Relative Abundance

Figure S51. HRMS spectrum of compound 7i.
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Supporting information

lorahim-SH-74 230130081229 #1-16 RT: 0.02-0.45 AV: 16 NL: 1.56E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S52. HRMS spectrum of compound 7i.
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Supporting information

Iorahim-SH-7+« 230130081229 #1-16 RT: 0.02-0.46 AV:16 NL: 1.92E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S53. HRMS spectrum of compound 7k.
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Supporting information

Ibrahim-SH-7k-neq #1-17 RT: 0.01-0.45 AV: 17 NL: 3.89E7
T: FTMS - p NSI Fullms [300.00-1000.00]
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Figure S54. HRMS spectrum of compound 7k.
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Supporting information

Iorahim-SH-74 230130081229 #1-16 RT: 0.02-0.46 AV:16 NL: 1.78E7
T: FTMS + p NSI Full ms [300.00-1000.00]

Relative Abundance

100

95

85
80
75
70

50
45
40
35
30
25

20

=k

0

o

353.2667
z=1

CisHazO4Na

1.2677 ppm

341.3055
z=1

354.2701
—z=1

381.2980
z=1

C21He2
1.2798

04 Na
ppm

3823014

_z=1

4941494
z=1
C24H24 O5Ns
0.3493 ppm

S

516.1317
z=1
C24H2205NsNa S
0.9220 ppm

517.1349
_z=1

Figure S55. HRMS spectrum of compound 71.

S60



Supporting information

Ibrahim-SH-7-1 230130081229 #1-17 RT: 0.02-048 AV: 17 NL: 1.79E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S56. HRMS spectrum of compound 71.

S61



Supporting information

Ibrahim-SH-7-m 230130081229 #1-16 RT: 0.01-0.45 AV: 16 NL: 2.10E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S57. HRMS spectrum of compound 7m.
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Supporting information

Ibrahim-SH-7-m-neq #1-17 RT: 0.01-0.45 AV: 17 NL: 9.28E5
T: FTMS - p NSI Full ms [300.00-1000.00]
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Figure S58. HRMS spectrum of compound 7m.
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Supporting information

Iprahim-SH-7-n 230130081229 #1-16 RT: 0.02-0.45 AV: 16 NL: 1.95E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S59. HRMS spectrum of compound 7n.

S64

T
760

780



Supporting information

Ibrahim-SH-7-n 230130081229 #1-17 RT: 0.02-048 AV: 17 NL: 1.95E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S60. HRMS spectrum of compound 7n.
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Supporting information

lorahim-SH-7n-neq #1-17 RT: 0.02-0.47 AV: 17 NL: 4.25E7
T: FTMS - p NSI Full ms [300.00-1000.00]
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Figure S61. HRMS spectrum of compound 7n.
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Supporting information

Iorahim-SH-7-0 #1-16 RT: 0.02-0.46 AV: 16 NL 7.14E6
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S62. HRMS spectrum of compound 7o.
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Supporting information

Iorahim-SH-7-0-neq #1-17 RT: 0.01-0.45 AV: 17 NL: 1.20E6
T: FTMS - p NSI Full ms [300.00-1000.00]
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Figure S63. HRMS spectrum of compound 7o.
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Supporting information

Ibrahim-SH-7-p 23013008122¢ #1-15 RT: 0.02-0.44 AV: 15 NL: 2.86E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S64. HRMS spectrum of compound 7p.
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Supporting information

lorahim-SH-7p 23013008122¢ #1-15 RT: 0.02-0.44 AV: 15 NL:7.38E6
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S65. HRMS spectrum of compound 7p.
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Supporting information

Ibrahim-SH-7-q 23013008122¢€ #1-17 RT: 0.00-0.47 AV: 17 NL: 261E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S66. HRMS spectrum of compound 7q.
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Supporting information

lorahim-SH-7-q 23013008122¢ #1-17 RT: 0.00-0.47 AV: 17 NL: 7.54E6
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Figure S67. HRMS spectrum of compound 7q.
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Supporting information

Iorahim-SH-7-g-neq #1-17 RT: 0.01-0.45 AV: 17 NL: 1.97E7
T: FTMS - p NSI Full ms [300.00-1000.00]
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Figure S68. HRMS spectrum of compound 7q.
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Supporting information

Iorahim-SH-7+ 230130081229 #1-16 RT: 0.01-0.45 AV: 16 NL: 2.44E7
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S69. HRMS spectrum of compound 7r.
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Supporting information

lorahim-SH-7+ 230130081229 #1-16 RT: 0.01-0.45 AV: 16 NL: 8.57E6
T: FTMS + p NSI Fullms [300.00-1000.00]
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Figure S70. HRMS spectrum of compound 7r
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Supporting information

Ibrahim-SH-71-neq #1-17 RT: 0.01-0.45 AV: 17 NL: 9.98E5
T: FTMS - p NSI Full ms [300.00-1000.00]
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Figure S71. HRMS spectrum of compound 7r.
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Supporting information

Ibrahim-SH-7-s 230130081229 #1-16 RT: 0.01-0.44 AV:16 NL: 230E7
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Figure S72. HRMS spectrum of compound 7s.
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Supporting information

Ibrahim-SH-7-s 230130081229 #1-17 RT: 0.01-047 AV: 17 NL: 346E6
T: FTMS + p NSI Full ms [300.00-1000.00]
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Figure S73. HRMS spectrum of compound 7s.
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Supporting information

Ibrahim-SH-74 230130090631 #1-16 RT: 0.02-0.46 AV: 16 NL: 1.85E7

T: FTMS + p NSI Full ms [300.00-1000.00]
381.2980
z=1
C21H4204Na
1.3285 ppm

353.2667
z=1
CigH33O4Na
1.3642 ppm

Relative Abundance
o
o

3823014
25 z=1

20 354.2701
__zA
15

10 341.3056

570.1038
z=1
C24Hz20OsNsFaNa$sS
1.5614 ppm

548.1218
z=1
C24H2105NsF3 S
1.4800 ppm

571.1069
—-2=1

526.5202
z=1

z=1
5

|Hl : .
0~ sy

T
350 400

Figure S74. HRMS spectrum of compound 7t.
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HPLC Purity Charts

Analysenreport

Sample Infermation
Sample Name ;
Tray# =

Vial# - 66
Injection Volume oh
Data File - 5H-Ta-1 lcd
Method File - MSP5-95 30min_1.0.lcm
Batch File :B 120123 .Icb
Report Format File - Reportformat2.Isr
Date Acquired 2 12.01.2023 11:07:26
Date Processed :12.01.2023 11:37:28
Comment - MeOH/H20/TEA 0,05%
mAU
] 2 PDA Multi 1 254nm,4nm|
] g
1290 = \ B.Cong
10004
750+
500 |
250 "
7 g = % =
il o —
0 |5 IID 'I|5 2|[} 2|5
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 7,129 19817 3426 0,215
2 8435 19304 3379 0,210
3 0,492 21738 3857 0,236
4 11,013 45085 7521 0,489
5 11,760 9106740 1324080 93,850
Tota 8212885 1342262 100,000

Figure S76. HPLC chromatogram of compound 7a
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Sample Information
Sample Name :
Tray# 1

Vialk# .67
Injection Volume 2
Data File - SH-7b.lcd
Method File :MSPS5-85_30min_1.0.lcm
Batch File :B_120123.Icb
Report Format File : Reportformat2_isr
Date Acquired - 12.01.2023 11:37:56
Date Processed - 12.01.2023 12:08:01
Comment - MeOH/M20O/TFA 0,05%
mAL
] g PDA Multi 1 254nm, 4nm|
500 i
] / \ B.Cong
400
300
200
100 &
] &
1 s
= — S
i T T T T T
0 5 10 15 20 25

min

PDA Ch1 254nm

Peak# Ret. Time Area Height Area%

1 7127 8654 1549 0,279

2 1,751 6151 926 0.197

3 8433 9645 1682 0309

4 9,152 6847 872 0,219

] 9,486 3820 744 0.122

4] 10,395 9015 1569 0,289

7 10.566 5498 a79 0.176

g 11.010 1217 2009 0.360

9 11,943 3054506 516052 97,817
10 16,220 4095 810 0131
Total 3119489 527191 100,000

Figure S77. HPLC chromatogram of compound 7b
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Sample Name

Analysenreport

Sample Information

-4

Tray#
Viak# - 68
Injection Volume 12
Data File :5SH-7c.lcd
Method File - MSP5-95_30min_1.0.lcm
Batch File :B 120123.cb
Report Format File - Reportformat2 Isr
Date Acquired :12.01.2023 12:08:29
Date Processed - 12.01.2023 12:38:32
Comment - MeQH/MH20/TFA 0,05%
maAU
125[]—_ 5 PDA Multi 1 254nm,4nmi
_ (=3} \
] 4 B.Cong
10004
7504
500
250
] — @
] =
0 o w2l
0 |5 1|DIIII'II5 I2[}Illl2|5l
min
PDA Ch1 254nm
Peak#] Ret. Time Area Height Area%
1 9,141 8456 979 0,110
2 9,501 32758 5784 0,425
3 11,765 215915 3789 0,284
4 12,981 7640076 1196863 099,180
Total 7703206 1207415 100,000

Figure S78. HPLC chromatogram of compound 7¢
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Analysenreport

Sample Information
Sample Name ;
Tray# -1

Vial# 169
Injection Volume 3"
Data File - S5H-7d-1.led
Method File - MSP5-95 30min_1.0.lcm
Batch File B 120123.1cb
Report Format File - Reportformat2.lsr
Date Acquired - 12.01.2023 14:41:05
Date Processed :12.01.2023 15:11:07
Comment : MeOH/H20O/TFA 0,05%
mAL
] ) _ PDA MUl 1 2a4nm, 4nm)|
T b \ B.Cong
1000+
7 kY
500
| b | (=]
’ E ? q § @ \
1 U oo < =3
0 = on Rl T‘L_ ™ -
0 |5 1|D o 1|5 2|[} 2|5

min

PDA Ch1 254nm

Peak#| Ret. Time Area Height Area%
1 9,601 11045 2029 0,108
2 10,404 15556 2832 0,152
3 11,027 39293 6980 0,384
4 11,5619 10112541 1395591 98,915
5 11,958 24411 3344 0,239
] 13,429 20642 2726 0,202
Tota 10223487 1413503 100,000

Figure S79. HPLC chromatogram of compound 7d
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Analysenreport

Sample Information
Sample Name :
Tray# 1

Vial# -70
Injection Volume w2
Data File :SH-7elcd
Method File - MSP5-95_30min_1.0.lcm
Batch File :B_120123.Icb
Report Format File . Reportformat2.lsr
Date Acquired 212.01.2023 13:09:31
Date Processed ©12.01.2023 13:39:34
Comment : MeOHM20/TFA 0,05%
mALU
750+ 3 PDA Multi 1 254nm,4nm|
. @
] = B.Cong
500 \
250 0 m
- T\I‘I,_ &
_ y $ g \
G_ II |I_'_"3_ e
L G G N TP N O ) ) WL A T A I S B A ERN [ S S R VO I
0 5 10 15 20 25
min

PDA Chi 254nm

Peak#] Ret. Time Area Height Area%
1 11,022 9503 1674 0,217
2 11,515 12385 1723 0,283
3 11,758 4366 757 0,100
4 12,352 6082 883 0,139
5 12,924 4320765 723011 98 872
6 13,395 16971 3215 0,388
Tota 4370072 731262 100,000

Figure S80. HPLC chromatogram of compound 7e
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Sample Name
Tray#

Vial#

Injection VYolume
Data File

Method File

Batch File

Report Format File
Date Acquired
Date Processed

Analysenreport

Sample Information

t1

Y

T2

 SH-7f.lcd

- MSP5-95_30min_1.0.lcm
:B_120123.Icb

: Reportformat2 Isr

0 12.01.2023 13:40:02

2 12.01.2023 14:10:04

Comment - MeOH/H20/TFA 0,05%
mAU
7 & PDA Multi 1 254nm, 4nm|
= o0
1250+ s B.Cong
1000
] \
750+
500
2504 -
] s || BER \
E FE =
o 4@ || Bes l
U T T T T é T T T Ilu T T T T 15 T T T T zln T T T T 2'5 T T T T
min
PDA Chi 254nm
Peak# Ret. Time Area Height Area%
1 7,785 11111 1858 0,118
2 8,114 20234 3811 0,216
3 9,612 9105957 1351121 97,057
4 10,336 13964 2002 0,149
5 11,024 214310 37341 2284
6 11,507 16538 2646 0,176
Tota 9382114 1398778 100,000

Figure S81. HPLC chromatogram of compound 7f
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Sample Information
Sample Name :
Tray# |
Vial# (72
Injection Volume 2
Data File : SH-7g.lcd
Method File : MSP5-95_30min_1.0.lcm
Batch File :B_120123.1cb
Report Format File : Reportformat2.Isr
Date Acquired ©12.01.2023 14:10:33
Date Processed 212012023 14:40:37
Comment I MeOH/MH20/TFA 0,05%
mAU

PDA Multi 1 254nm,4nm|
B.Cong

16,230

PDA Ch1 254nm

Peak# Ret. Time Area Height Area%
1 2,166 16473 2649 0,747
2 7.762 3624 666 0,184
3 8.883 7562 1262 0,343
4 10.240 2117421 359213 96,029
i) 11,023 26085 9762 2,544
6 16,230 3812 802 0,173
Total 2204877 374354 100,000

Figure S82. HPLC chromatogram of compound 7g
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Analysenreport

Sample Information

Sample Name
Tray#

Vial#

Injection Volume
Data File

Method File

Batch File

Report Format File
Date Acquired
Date Processed

iy |

173

L2
:SH-7h.lcd
:MSP5-95_30min_1.0.lcm
B_120123.1ch

. Reportformat2.Isr
$12.01.2023 15:11:35
:12.01.2023 15:41:38

Comment

: MeOH/H20/TFA 0,05%

mAL

16,229

PDA Multi 1 254nm, dnm
B.Cong

PDA Ch1 254nm

Peak# Ret. Time Area Height Area%
1 11,026 21169 8737 3,975
2 12,357 1232148 205526 85,722
3 16,229 3894 790 0,303
Total 128721 215053 100,000

Figure S83. HPLC chromatogram of compound 7h
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Sample Name
Tray#

Vial#

Injection Volume
Data File
Method File
Batch File
Report Format File
Date Acquired
Date Processed
Comment

Analysenreport

Sample Information

A

- 74

.2

- SH-Ti.lcd

- MSP5-95_30min_1.0.lcm
-B_120123 Icb

: Reportfnrmatz.lsr

- 12.01.2023 15:42:07

- 12.01.2023 16:12:09

- MeQH/H20/TFA 0,05%

mal

&
a

18,231

PDA Multi 1 254nm, 4nm|
B.Cong

PDA Ch1 254nm

Peak#] Ret. Time Area Height Areatc
1 7,584 7836 1358 0,445
2 8,235 4165 747 0.236
3 11,131 38920 5819 2,208
4 11,485 10530 1808 0,597
3 11,645 6681 1115 0,379
6 11,897 1650843 278421 95,919
T 16,231 3802 755 0,216
Total 1762778 291023 100,000

Figure S84. HPLC chromatogram of compound 7i
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Analysenreport

Sample Information
Sample Name

Tray# =

Vial# D
Injecti:::n Volume -2
Data File - SH-7j.lcd
Method File - M5P5-95_30min_1.0lcm
Batch File 1B _120123.Ich
Report Format File : Reportformat?.lsr
Date Acguired -12.01.2023 16:12:39
Date Processed 2 12.01.2023 16:42:42
Comment : MeQH/H20/TFA 0,05%
mal
E PDA Multi 1 254nm,4nm|
V B.Cong
o5
o
w
L e s
T T | T T T T | T T T T | T T T T
15 20 25 )
min
PDA Chl 254nm
Peak# Ret. Time Area Height Area%
1 7.584 8448 1400 0,608
2 8,236 4460 803 0,321
3 11,1356 18431 2f71 1,326
4 12,077 1355132 227307 97,488
5 16,229 3584 739 0,258
Total 1390054 233019 100,000

Figure S85. HPLC chromatogram of compound 7j
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Sample Name

Analysenreport

Sample Information

0

Tray#

Vialg# oy

Injection Volume 20

Data File D SH-TK-WDH_1.led

Method File - MSP5-95_30min_1.0.lcm

Batch File :B_130123.1ch

Report Format File - Reportformat2 . Isr

Date Acguired S 13.01.2023 08:45:16

Date Processed 2 13.01.2023 091519

Comment - MeOH/H2O/TFA 0,05%
mAL

16,219

PDA Multi 1 254nm, 4nm

B.Cong

PDA Ch1l 254nm

Peak# Ret. Time Area Height Area%
1 9,742 5752 1047 0,226
2 11,121 37942 6380 1,493
3 11,873 8020 1373 0,316
4 12,313 8283 1294 0,326
5 13,056 2477436 411640 57,507
6 16,219 3356 646 0,132
Tota 2540789 422380 100,000

Figure S86. HPLC chromatogram of compound 7k
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Sample Name
Tray#

Vial#

Injection Volume
Data File

Method File

Batch File

Report Format File
Date Acquired
Date Processed

Analysenreport

Sample Information

Ny

1 SH-7l.lcd
1 MSP5-95_30min_1.0.lcm
:B_120123.Icb

. Reportformat2.isr
$12.01.202317:13:41
$12.01.2023 17:43:44

Comment : MeQH/M20/TFAD,05%
mAL
400+ g PDA Multi 1 254nm 4nm
] = B.Cond
™
ﬁ-
;19
| | T T | T T T T
15 20 25
min
PDA Ch1t 254nm
Peak# Ret. Time Area Height Area%
1 7.586 2311 917 0,229
2 10,261 4434 769 0,191
3 10,699 6927 913 0,298
4 11,130 12561 2118 0,541
D 11,642 2287718 374861 898,578
6 16,233 3766 769 0,162
Total 2320718 380346 100,000

Figure S87. HPLC chromatogram of compound 71
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Analysenreport
Sample Information
Sample Name :
Tray# 1

Vial# 5T
Injection Volume )
Data File - 8H-Tn.lcd
Method File " MSP5-95_30min_1.0.lcm
Batch File -B_120123.Icb
Report Format File : Reportformat2 Isr
Date Acquired -12.01:2023 18:14:43
Date Processed - 12.01.2023 18:44:46
Comment - MeOHM20/TFA 0,05%
mAL
4 = PDA Multi 1 254nm, 4nm)|
-
500+ a2 B Cong
400 X
3004
200+
100 -
: : L
= L]
o L £ _
g T T T T I T T T T I T T T T I T T T T | T T T T I T T T T
0 5 10 15 20 25
min
PDA Chi 254nm
Peak# Ret. Time Area Height Area%
1 8,339 7946 1283 0,251
2 8.955 6571 1005 0,207
3 a9.787 3149626 H37T01 99 420
4 16,225 3852 777 0,122
Tota 3167995 540765 100,000

Figure S88. HPLC chromatogram of compound 7n
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Sample Name
Tray#

Vialk#

Injection Volume
Data File

Method File

Batch File

Report Format File
Date Acquired
Date Processed

Analysenreport

Sample Information

-4
280
i)

: SH-To.lcd
: MSP5-95_30min_1.0.lcm
“B_120123Icb

] REDDI"ﬁOTmﬂtZ.lS!’

- 12.01.2023 18:45:15

- 12.01.2023 19:15:17

Comment - MeOQH/MH2O/TFA D,05%
mAlL
] I PDA Multi 1 254nm, 4nm
] g}
500 - B.Condg
400+
300
200+
1004 Q B
- 3 = §
] o = e
0 — L T
T T T T | T T T | T T T T I T | T T T T | T T T T
0 5 10 15 20 25
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Areado
1 5,164 5840 952 0,175
2 10,377 3254441 537225 97.520
3 11,120 73227 11280 2,194
4 16,224 3687 752 0,110
Total 3337195 550209 100,000

Figure S89. HPLC chromatogram of compound 7o.

S93



Supporting information

Analysenreport

Sample Information
Sample Name

Tray# 1

Vial# 284

Injection Volume gt

Data File - SH-7s.lcd

Method File - MSP5-95_30min_1.0.lcm
Batch File "B 120123.0ch

Report Format File
Date Acquired
Date Processed

. Reportformat2.Isr
:12.01.2023 20:47220
- 12.01.2023 21:17:22

Comment - MeQHH20/MFA 0,05%
mALl

PDA Multi 1 254nm 4nn

B.Cond
o
&
©

T T T T | T T T T | T T T T
20 25
min

PDA Ch1 254nm

Peak# Ret. Time Area Height Areat
1 11,122 12872 2172 0,814
2 13,144 3565 709 0,226
3 14.103 1560708 277091 88717
4 16.223 3854 791 0,244
Total 1280939 280762 100,000

Figure S90. HPLC chromatogram of compound 7s.
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Analysenreport

Sample Information

Sample Name
Tray#

Vial#

Injection Volume
Data File

Method File

Batch File

Report Format File
Date Acquired
Date Processed

1

-85

12

: SH-Tt led
- MSP5-95_30min_1.0lecm
:B_120123.cb

- Reportformat2 Isr
:12.01.2023 21:17:51
112.01.2023 21:47:52

Comment : MeOH/H20/TFA 0,05%
mALl
750 2 PDA Multi T 254nm, 4nm
4 i \ B.Cong]
500
2504
] - Al
- - o
5 i Bl .
| I T I T T T T [ T T T T I
0 ) 10 15 20 25
min
PDA Ch1 254nm
Peak# Ret. Time Area Height Area%
1 11,119 29456 4960 0,702
2 12 963 6464 1153 0,155
3 13,580 4158991 719503 99,053
4 16,222 3830 769 0,091
Tota 4198770 726385 100,000

Figure S91. HPLC chromatogram of compound 7t.
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_t00 g

§. R

T

S 50

)

-]

3 297 e BH7s 131 uM
04 —+ SLC-0111 >100 uM

| | 1 | E 1 | |
-7.5 -7.0 6.5 6.0 -5.5 -5.0 45 4.0

log Ccompound [M]

Figure S92. Dose-response curves of the anti-proliferative/cytotoxic effects of the derivative
SH7s and the CA reference inhibitor SLC-0111 on human HCT-116 colorectal cancer cells, as
measured after 48 h treatment by using a fluorometric resazurin-based cell viability assays. The
data represent two biological replicates, each comprising technical triplicates. The given values
are relative ICso values. The standard errors are expressed as £SEM. Data analysis was done by

using GraphPad Prism 10.1 software.
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Table S1. Kinase Assay profiling results for compound SH7s.

% Enzyme Activity (relative to DMSO

controls)

Kinases SH7s (20uM)
Data 1 Data 2
ABL1 (E255K) 103.34 99.50
ABL1 (E255V) 96.59 96.13
ABL1 (F317I) 101.71 101.68
ABL1 (F317L) 105.15 103.45
ABL1 (G250E) 102.03 101.59
ABL1 (H396P) 105.70 105.57
ABL1 (M351T) 105.35 105.32
ABL1 (Q252H) 88.44 87.29
ABL1 (T315I) 99.66 99.04
ABL1 (V299L) 104.67 102.20
ABL1 (Y253F) 105.85 105.41
ABL1 (Y253H) 109.39 107.47
AKT1 (E17K) 110.82 106.15
AKT2 (E17K) 97.43 94.60
AKT3 (E17K) 112.63 110.30
AKT3 (G171R) 101.53 98.51
ALK (C1156Y) 88.52 86.90
ALK (F1174L) 101.78 98.20
ALK (F1174L)-EML4 92.09 89.33
ALK (F1174L)-NPM1 99.66 95.52
ALK (F1174S) 110.50 109.74
ALK (G1202R) 106.81 106.41
ALK (G1269A) 107.86 107.71
ALK (G1269S) 98.79 98.21
ALK (L1152R) 103.21 101.95
ALK (L1196M) 103.69 101.08
ALK (R1275Q) 98.94 98.41
ALK (S1206R) 110.89 110.61
ALK (T1151-L1152insT) 105.99 104.66
ALK (T1151M) 97.18 96.60
ALK2 (Q207D) 33.35 29.45
ALK2 (R206H) 55 54.91
ALK-KIF5B (Kex24Aex20) 91.83 90.86
ALK-KLC1 (Kex8Aex20) 106.79 104.22
ALK-NPM1 97.94 97.84
ALK-TFG 100.53 98.57
ALK-TFG (Tex4Aex20) 96.23 95.80
ALK-TPM1 104.91 102.80
ALK-TPM3 104.30 104.27
Aurora B (G160L) 110.71 104.14
AXL (R499C) 109.1 107.15
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BRAF (d485-489/P490Y) 87.36 86.84
BRAF (G464V) 90.70 87.35
BRAF (G469A) 96.73 96.42
BRAF (K601E) 95.05 92.03
BRAF (L597V) 108.13 105.16

BRAF (R506_K507insVLR) 98.49 97.88

BRAF (T599_V600insT) 104.34 102.34
BRAF (V599E) 88.51 87.62
BRAF (V600A) 98.86 97.52
BRAF (V600D) 89.07 87.73
BRAF (V600K) 104.17 102.51

BRAF-FAM131B (Fex2Bex9) 108.76 107.89
BRAF-KIAA1549 (Kex15Bex9) 96.08 95.90
BRAF-KIAA1549 (Kex16Bex9) 88.74 87.78

BRAF-SRGAP3 (Sex12Bex9) 104.40 98.00

BTK (C481S) 107.17 106.91
BTK (E41K) 106.95 105.30
BTK (P190K) 111.94 109.14
CHK2 (1157T) 104.42 103.28
CK1epsilon (R178C) 93.21 92.66
c-Kit (A829P) 113.02 112.63
c-Kit (d557-558) 93.73 93.26
c-Kit (D816E) 96.08 95.39
c-Kit (D816F) 107.49 106.53
c-Kit (D816H) 99.46 98.43
c-Kit (D8161) 98.51 96.27
c-Kit (D816V) 73.20 70.47
c-Kit (D816Y) 108.36 107.00
c-Kit (D820E) 96.04 94.69
c-Kit (D820Y) 98.07 93.10
c-Kit (K642E) 89.24 86.09
c-Kit (T6701) 83.21 82.98
c-Kit (V559A) 97.74 96.13
c-Kit (V559D) 104.02 103.46
c-Kit (V559D/T670I) 100.49 100.14
c-Kit (V559D/V654A) 95.19 93.96
c-Kit (V560G) 91.89 91.57
c-Kit (V560G/D816V) 110.05 107.99
c-Kit (V560G/N822K) 107.51 106.26
c-Kit (V654A) 97.00 84.95
c-Kit (Y823D) 98.22 97.82
c-MER (A708S) 82.73 82.70
c-MET (D1228H) 112.62 106.79
c-MET (D1228N) 110.82 107.33
c-MET (F12001) 107.15 105.35
c-MET (K1244R) 109.69 109.22
c-MET (M12501) 117.20 112.66
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c-MET (M1250T) 102.03 99.96
c-MET (P991S) 129.53 128.41

c-MET (T1173I) 110.18 109.13

c-MET (T992I) 103.76 103.69

c-MET (V10921) 110.24 109.10

c-MET (Y1230A) 107.15 105.34

c-MET (Y1230C) 114.24 113.96
c-MET (Y1230D) 96.45 95.97

c-MET (Y1230H) 116.25 115.88

c-MET (Y1230S) 101.42 100.26
c-MET (Y1235D) 92.99 85.03
c-MET-KIF5B (Kex24Mex14) 100.54 98.79
c-MET-TFG (Tex5Mex15) 92.07 90.58

c-Src (T341M) 109.68 104.17

DDR2 (N456S) 95.54 95.03

DDR2 (T654M) 100.08 97.02

EGFR (A763_Y764insFHEA) 108.98 108.71

EGFR (A763_Y764insFQEA) 103.56 102.02
EGFR (C775S/T790M/L858R) 142.60 140.61
EGFR (C797A) 94.19 91.03

EGFR (C797S) 101.61 101.56

EGFR (C797S/L858R) 101.40 100.42
EGFR (d746) 95.02 93.01

EGFR (d746-750) 96.82 93.55

EGFR (d746-

750/C775S/T790M/L858R) 99.62 98.28

EGFR (d746-750/C797A) 105.74 104.88
EGFR (d746-750/C797S) 101.81 99.43
EGFR (d746-750/T790M) 95.74 95.53

EGFR (d746-750/T790M/C797S) 104.12 102.30
EGFR (d747-749) 100.48 99.65

EGFR (d747-749/A750P) 104.28 101.42

EGFR (d747-752/P753S) 108.50 108.14
EGFR (d752-759) 85.43 74.93
EGFR (D761Y) 100.77 99.65

EGFR (D770_N771insNPG) 99.62 98.35
EGFR (D770_N771insNPG/T790M) 99.89 99.62
EGFR (D770GY) 100.07 99.46

EGFR (G719C) 106.29 105.03

EGFR (G719D) 105.90 105.67

EGFR (G719S) 98.33 95.15

EGFR (K716A) 106.99 104.67

EGFR (K716A/C797S/L858R) 109.62 108.47

EGFR (K716Q/L718Q) 104.68 103.86
EGFR (K728A) 97.43 96.14

EGFR (L718Q) 93.29 91.36

EGFR (L747S) 104.46 102.65
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EGFR (L792F) 107.60 107.47
EGFR (L792F/L858R) 92.47 92.18
EGFR (L792H/C797S/L858R) 99.41 96.84
EGFR (L858R) 90.73 88.97

EGFR (L858R, T790M) 101.05 98.56
EGFR (L861Q) 106.89 100.01

EGFR (T790M) 100.74 99.07

EGFR (T790M/C797S) 102.01 97.76
EGFR (T790M/C797S/L858R) 100.39 100.22
EGFR (T790M/L792F/C797S/L858R) 100.82 99.54
EGFR (T790M/L792F/L858R) 102.40 101.66
EGFR (T790M/L792H/C797S/L858R) 119.48 115.17
EGFR (T790M/L792H/L858R) 107.68 105.07
ERBB2 (D769H) 104.97 103.68
ERBB2 (D769Y) 102.59 100.17

ERBB2 (P1170A) 99.11 94.9
ERBB2 (P780_Y781insGSP) 102.67 101.67
ERBB2 (R896C) 103.28 103.06
ERBB2 (V777_G778insCG) 103.69 102.35
ERBB2 (V777L) 107.71 106.76
FGFR1 (V561M) 95.81 93.40
FGFR10P-FGFR1 98.23 97.11
FGFR2 (C491A) 95.17 93.41
FGFR2 (C491F) 93.41 92.99
FGFR2 (C491S) 109.50 108.23
FGFR2 (E565G) 107.52 105.13
FGFR2 (K526E) 95.36 94.51
FGFR2 (K641R) 105.94 102.91
FGFR2 (K659N) 102.79 102.25
FGFR2 (N549H) 108.63 108.02
FGFR2 (R612T) 96.18 94.76
FGFR2 (V564F) 102.85 102.27
FGFR3 (G697C) 102.97 96.38
FGFR3 (K650E) 105.98 103.84
FGFR3 (K650M) 103.98 101.79
FGFR3 (K650Q) 92.33 90.69
FGFR3 (V555M) 107.98 105.77
FGFR4 (N535K) 103.23 98.99
FGFR4 (V550E) 101.62 99.79
FGFR4 (V550L) 117.62 117.20
FGFR4 (V550M) 96.00 93.38

FLT3 (D835Y) 92.76 92.42

FLT3 (F594_R595insR) 89.45 86.53
FLT3 (F594_R595insREY) 96.00 92.70
FLT3 (ITD) 82.84 81.57

FLT3 (ITD)-NPOS 99.13 97.61
FLT3 (ITD)-W51 86.12 84.81
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FLT3 (R595_E596inSEY 90.33 89.98
FLT3 (Y591-V592insVDFREYEYD) 107.53 105.89
FYN (Y531F) 100.18 98.84
JAK2 (V617F) 107.01 106.82
KSR1 (A635F) 108.04 105.41
KSR1 (L639F) 97.15 94.41
KSR2 (R676S) 93.31 90.78
LRRK2 (G2019S) 94.26 92.91
LRRK2 (12020T) 112.16 110.60
LRRK2 (R1441C) 93.71 91.90
MEK1 (P124L) 95.01 94.01
MELK (T460M) 94.54 94.33
P38a (T106M) 104.08 102.27
PDGFRa (D842V) 103.38 102.24
PDGFRa (T674I) 116.00 110.27
PDGFRa (V561D) 103.33 102.70
PDGFRa-FIP1L1 89.65 89.52
PDGFRb-TPM3 98.26 97.97
PKD2 (G870E) 106.30 105.12
PKMzeta 95.20 92.91
PKN1-TECR (Tex1Pex10) 105.39 105.39
RET (A883F) 105.17 104.71
RET (E762Q) 100.70 98.80
RET (G6918) 95.85 95.27
RET (L790F) 107.89 102.98
RET (M918T) 105.81 104.22
RET (R749T) 107.01 105.36
RET (R813Q) 101.46 101.22
RET (R912P) 99.06 98.29
RET (S891A) 107.95 103.94
RET (S904A) 106.75 105.15
RET (S904F) 99.76 98.74
RET (V778l) 101.75 100.56
RET (V804E) 107.07 106.17
RET (V804L) 104.76 102.96
RET (V804L)-KIF5B 106.39 104.83
RET (V804M) 107.57 106.78
RET (V804M)-KIF5B 99.83 97.12
RET (Y791F) 112.48 112.43
RET (Y806H) 120.25 118.47
RET-BCR 114.49 113.51
RET-CCDC6 (PTC1) 105.16 104.93
RET-KIF5B (Kex15Rex14) 97.65 95.25
RET-NCOA4 (PTC3) 102.16 102.09
RET-PRKAR1A (PTC2) 104.28 104.25
ROS1 (G2032R) 104.93 100.37
ROS1-GOPC 106.67 106.20
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ROS1-TPM3 100.51 100.21
RSK2 (1416V) 100.70 99.50
RSK2 (L608F) 108.98 104.33
TIE2 (A1124V) 82.22 78.48
TIE2 (P883A) 83.15 82.89
TIE2 (R849W) 102.46 100.85
TIE2 (Y1108F) 96.83 94.28
TIE2 (Y897C) 87.71 87.05
TIE2 (Y897S) 95.86 86.79

TRKA (A608D) 67.50 67.43
TRKA (F589L) 89.98 86.75
TRKA (G595R) 96.28 95.50

TRKA (G595R/A608D) 55.83 55.67

TRKA (G595R/G667A) 99.02 93.75

TRKA (G595R/G667C) 94.64 89.52

TRKA (G595R/G667S) 106.34 99.84

TRKA (G595R/L657M) 86.43 82.13

TRKA (G667C) 64.97 64.31
TRKA (G667S) 92.60 90.59
TRKA (L657M) 90.35 88.09
TRKA-TFG (TRK-T3) 121.72 113.42
TRKA-TPM3 72.59 71.21
TRKA-TPR 91.4 90.43
TRKC (G623E) 92.13 91.63
TRKC (G623R) 71.93 70.77
TRKC (G623R/L686M) 97.08 96.74
TRKC (G696A) 75.32 72.70
TRKC (L686M) 69.31 68.86
YES1 (T348l) 117.43 108.02
ZAP70 (Y319F) 99.26 98.22
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NCI charts for cellular assay

Developmental Therapeutics Program | nsc: p7es33t1/1 | Conc: 100E-5Molar | Test Date: Jan 17, 2017

One Dose Mean Graph Experiment ID: 17010542 Report Date: Feb 01, 2017
Panel/Cell Line Growth Percent SHTt Mean Growth Percent - Growth Percent
Leukemia

CCRF-CEM 55.02 =
HL-60(TB) 49 87 —
K-552 2077 =]
MOLT-4 35.96 (F—T
RPMI-8226 51.07 po—
SR h7.82 —
Non-Small Cell Lung Cancer
AS4G/ATCC 85.40 L
EKVX 101.00 —
HOP-62 Q244 _—
HOP-92 73.27 -
NCI-H226 93 .87 —
NCI-H23 97.83 —
MNCI-H322M 8134
NCI-H460 81.76
NCI-H522 81.38
Colon Cancer
COLO 205 94.11 —
HCC-2998 08.66 —
HCT-116 77.44 -
HCT-15 11334 —
HT29 80.83
KM12 91.43 L
SW-620 9542 —
CMNS Cancer
SF-268 79.71 P
SF-295 97 .53 —
5F-539 B5.74 =
SNB-19 77.50 m
SMNB-T5 70.97 —
U251 68.10 —
Melanoma
LOX IMVI 88.37
MALME-3M 96.70
M14 82.02
MDA-MB-435 85 .36
SK-MEL-2 90.07
SK-MEL-28 95.80
SK-MEL-5 79.43
UACC-25T7 86.01
UACC-62 83.41
Ovarian Cancer
IGROV T 77.80
OVCAR-3 78.76 n
OWVCAR-4 87.80 =
OVCAR-5 107 67 —
OVCAR-8 T77.46 -
NCIFADR-RES 99.16 —
K-OV-3 104.74 —
Renal Cancer
786-0 92.50
Ad408 71.88
ACHN 9377
RXF 393 70.26
SN12C 89.10
TK-10 89.66
ue-31 T0.24
Prostate Cancer
PC- 513
DU-145 94.27
Breast Cancer
MCF7 58.43
MDA-MB-231/ATCC 89 .06
HS 578T 76.26
BT-549 a0.28
T-47D B63.11
MDA-MB-468 78.10
Mean 81.24
Delta 6047 i
Range 92 57

150 100 50 0 -50 =100 =150

Figure S93. Single dose assay of compound 7t a panel of 60 cancer cell lines.
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Developmental Therapeutics Program

One Dose Mean Graph

NSC: D-795332 /1

Conc:

1.00E-5 Molar

Test Date: Jan 17, 2017

Experiment ID: 17010542

Report Date: Feb 01, 2017

PaneliCell Line

Leukemia
CCRF-CEM §.88
HL-60{TB) -15.02
K-562 1167
MOLT-4 1.80
RPMI-8226 19.92
SR 7.38
Non-Small Cell Lung Cancer
AS4G/ATCC 3917
EKVX 6163
HOP-62 h347
HOP-52 0.85
NCI-H226 75.81
NCI-H23 42 64
NCI-H322M 50.89
NCI-H460 9.70
NCI-H522 4370
Colon Cancer
COLO 205 M7
HCC-2998 2850
HCT-116 14.47
HCT-15 68.26
HT29 2475
KM12 29 .65
SW-620 38.19
CNS Cancer
SF-268 3746
SF-205 3859
SF-534 3524
SNB-19 21.55
SNB-75 6570
U251 1556
Melanoma
LOX IMVI 37.58
MALME-3M AT
M14 14 74
MDA-MB-435 24 26
SK-MEL-2 -4.24
SK-MEL-28 421
SK-MEL-5 26.99
UACC-257 3404
UACC-62 41.15
Owvarian Cancer
IGROV1 33.07
OVCAR-3 2544
OVCARA 3275
OVCAR-5 60.63
OVCAR-8 28.52
NCIHADR-RES 89.91
SK-OV-3 68.44
Renal Cancer
786-0 31.63
A498 2682
ACHN 57.51
SN12C 51.38
TK-10 30.80
Uo-31 5087
Prostate Cancer
PC-3 952
DU-145 5355
Breast Cancer
MCFT 11.52
MOA-MB-231/ATCC 5271
HS 5T8T 45 62
BT-544 3930
T47D 16.86
MDA-MB-468 2673
Mean 33.87
Delta 48.89
Range 104.93
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SH7S Mean Growth Percent - Growth Percent
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Figure S94. Single dose assay of compound 7s a panel of 60 cancer cell lines.
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National Cancer Insti Developmental Therap Program ] NSC:D-795332/ 1 | SSPL:1AIN ] EXP.ID: 1702NS59
Dose Response Curves | Report Date: October 04, 2018 | Test Date: February 27, 2017
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Log, ; of Sample Conoentratian ( Molar ) Log,, of Sample Conosntration ( Molar | Log, ; of Sample Cancentration { Molar |
CCRF-CEM—o— HL-80(TB)—&—— K562 A ASAGATCC —o— COLO 205—o— HCC-2998 & HCT-116 - &
MOLT4-—fF--  RPMI-B226--—8-— SR-—e-— HCT-15-—-£3--- HT29-—& - KM12--—
SW-B20 -
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Log,, of Ssmple Conoentration ( Molar | Log,, of Sample Concentration | Molar | Log,, of Ssmple Canoentration { Molar )
SF-268—=— SF295—&—— LOX IMVI MALME-3M M14 IGROVI—e— OVCAR-3—=—- OVCARA —- -
SNB-19----3--- SMNB-75--—8-— MDA-MB-435---£--- SKMEL2--—@--  SKMEL-256— OVCAR-5---F3--- OVCAR-8--—#-- NCIADR-RES-—#-—
SK-MEL5— -4 UACC257 i UACC-82 SKOV-3——A—
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Figure S95. Five dose assay of compound 7s a panel of 60 cancer cell lines.
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National Cancer Institute Developmental Therapeutics Program
In-Vitro Testing Results

NSC :D-795332/1 Experiment 1D : 1702NS59 Test Type : 08 Units : Molar
Report Date : October 04, 2018 Test Date : February 27, 2017 QNS : MC :
COMI : SHTs Stain Reagent : SRB Dual-Pass Related SSPL : 1AJN
Log 10 Concentration
Time Mean Optical Denaities Percent Growth
Panel/Cell Line Zero  Cid 50 -J0O £0 -50 40 -0 70 B0 S50 440 GISD TGI LCs50
Leukemia
CCRF-CEM 0580 3.030 2.857 2780 2881 0807 0366 93 S0 94 2 -35 300EE 1.13E5 = 1.00E4
HL-E0(TB) 0894 2942 2692 2860 2839 08617 0.595 83 96 95 -3 -33 22TES S67ES > 1.00E4
K-562 0.145 1.452 1482 1412 1370 0251 0.111 100 95 92 B -26 3.13E6 1.69E-5 > 1.00E4
MOLT-4 0784 2908 2753 2704 2526 0599 D465 93 ab 82 -24 -41 201E6 S89TES > 1.00E4
RPMI-8226 0926 3.055 2996 3.007 29585 1.003 0703 97 98 96 4 -24 314E6 1.35E5 > 1.00E4
SR 0329 1338 1217 1.184 1157 0247 D264 85 B85 82 -25 -20 199E6 5B3ES > 1.00E4
Non-Small Cell Lung Cancer
ASAQIATCC 0226 1346 1266 1314 1284 0361 0051 93 97 94 12 -7 346E6 1.36E-5 494E-5
ERVE 0632 2022 1961 1.890 1922 0.8% 020 96 i 93 19 65 = 1.64E5 B1TES
HOP-62 0.593 1.598 1.562 1500 1500 0.836 0.046 98 o0 90 24 -g2 4.07EH 161E-5 4.33E-5
HOP-82 1333 1982 1871 1.860 1842 1172 D293 82 B8O K -12 TG 202E6 T32E8 3T5E5
MNCI-H226 0900 2325 2254 2234 2191 1.056 0405 93 94 9 " -55 323E86 146E-5 B40ES
MNCI-H23 0771 2302 2298 2250 2163 0801 0125 100 a7 91 8 -84 314E6 124E5 4 30E5
MNCI-H322M 0737 1767 1760 1.753 1745 0912 0.060 99 99 98 17 -8z IHES 143E5 412E5
NCI-H480 0245 2405 2486 2411 2583 0270 0.062 104 100 108 1 -3 3.50E6 14E-5 4T73E-5
MNCI-H522 0935 2166 2103 2109 2020 1021 0193 95 95 83 B -79 298E6 1.23E5 481E5
Colon Cancer
COLO 205 0417 1604 1.669 1.541 1608 0.259 0.069 105 95 100 -38 -83 231E6 531E8 1.84E-5
HCC-29%8 0778 2377 2482 2160 2458 0.733 0061 &7 86 105 £ 42 313Es8 5.85E8 324E5
HCT-116 0203 1696 1597 1.586 1.685 0.082 0.006 93 93 98 -60 87 204E6 4 21E8 8.70E-6
HCT-15 0357 2360 2260 2160 2.198 0.698 0D.036 95 o0 92 17 80 363ES 144E-5 42385
HT29 0268 1.773 1.802 1.767 1.902 0315 D.O55 102 100 109 3 -80 359E6 1.09E-5 4 389E5
KM12 0400 2436 2438 2466 2282 0493 0132 100 11 92 5 57 3.04E6 1.16E-5 579ES
SW-620 0.236 1.837 1.589 1582 1.631 0447 0016 97 96 100 15 -83 3.56E6 1.3BE-5 388E-5
CNS Cancsr
SF-268 0654 2276 2206 2180 2072 0913 0137 95 94 87 16 -79 334E6 14TE-S 494E-5
SF-295 0647 2094 2011 1522 16886 0.700 D.052 94 BB 86 4 52 2T2EH 1.09E-5 JB4E5
SF-538 0842 2627 2579 2490 2583 0938 D215 97 92 98 . -7 306E6 9.90E6 442E5
SNB-19 0.568 1.879 1.858 1.838 1.797 0.817 .0.037 98 a7 94 19 93 3.85E6 14TE-S 4.10E-5
SNB-75 0887 1.785 1.647 1.588 1522 0981 0103 85 79 71 12 -85 230E6 1.33E5 418E5
U251 0451 2116 2072 2.048 2022 0.599 0.045 a7 96 94 9 -90 330E86 1.23E5 393ES
Melanoma
L I 0430 2503 2440 2425 2400 0.396 0.054 97 96 a5 -B -B& 2T5EH 8.36EE 33TES
MALME-3M 0642  1.164 11439 1139 1117 0558 0104 95 95 91 -12 -4 251E6 T72E6 340E5
14 0475 1896 1.848 1.795 1842 0581 0.056 a7 93 96 i -85 332EL 1.20E-5 J99E5
MDA-MB-435 0393 2320 23099 2102 2147 0387 013 ] 89 91 -2 BT 277ES 9.60E-8 S554E5
SK-MEL-2 1.160 2267 2377 2329 2307 0742 D204 110 106 104 -36 -g2 242E6 5.52E8 200E5
SK-MEL-28 0680  1.947 1.952 1.866 1971 0822 D.195 100 94 102 Ll -7 3T73ES 1.37ES 551ES
SK-MEL-5 0718 3025 2959 2846 2915 0235 0017 a7 97 g5 £7 -9 190E6 3.B5E8 TBIES
UACC-257 10.881 1.983 1.886 1.809 1832 0966 D.O76 91 B4 895 8 -81 32986 1.20E-5 382E5
UACC-52 1.005 2839 2838 2510 2689 04758 0048 95 93 a7 -52 -85 20TEG 44TES S.63E-6
Ovarian Cancer
IGROV1 0470 1711 1.721 1725 1646 06680 D323 101 101 95 15 -3 3 66E-6 213ES5 = 1.00E4
OWVCAR-3 0440 1643 1.683 1.843 1.568 0.347 0055 103 100 94 -21 -85 240E6 6.53E6 272ES
CWVCAR4 0805 1738 1692 1.618 1.597 0833 D242 a5 87 &5 a -70 290E6 1.31ES 560ES
OVCAR-S 0530 1.728 1677 1666 18691 0667 0208 96 95 97 1" 61 I54ES 144E-5 T.08ES
OWVCAR-B 0232 1.162 1.152 1.143 1105 0335 0.035 99 98 94 11 -85 339EL 1.30ES5 431E5
NCIVADR-RES 0538 1898 1904 1671 1799 1503 D779 100 98 93 71 18 Z4TES = 1.00E4 = 1.00E4
SK-OV-3 0808 2011 1972 1923 1962 0989 0.099 a7 93 96 g £ -88 369E6 140E-5 429E-5
Renal Cancer
786-0 0790 28612 2568 2482 2371 0191 0081 95 93 a7 -6 -850 168E6 J42E8 G94E6
A408 1338 2046 2015 1.994 2037 1.221 0.038 96 93 98 -2 a7 ZB4EG §28E8 293E5
ACHN 0358 1817 1679 1600 1617 0557 D.029 105 99 100 17 82 ISTES 142E5 4 10E5
RxF 393 0794 1439 1387 1390 13486 0789 0111 92 g2 86 -86 260E6 9.83E8 3T78ES
SNi2C 0.484 1.826 1.796 1.758 1614 0.606 0106 95 a5 99 10 -7 358E6 1.31E5 4.89E-5
TE-10 0833 1.4965 1902 1547 1884 1061 0114 94 98 93 2 -B6 385E6 1.53E5 4 53E5
Uo-31 0.587 1646 1.558 1.505 1471 0.803 0.042 92 87 83 20 -93 339E6 1.51ES 4.18E5
Prostate Cancer
PC-3 0615 1675 1.545 1568 1561 0653 0266 83 a0 ftz] 4 -57 28TEG 1.14E5 TT1ES
DU-145 0411 1.771 1.779 1801 1743 0533 .0.009 101 10z 98 9 95 3A4BEH 1.21ES 3.56E-5
Breast Cancer
MCF7 0.665 2775 2624 2519 2559 0643 0194 93 88 90 -3 -T1 2B7EH 9 ES 491E-5
MDA-MB-231/ATCC 0443 1.164 1169 1.135 1.109 0245 0081 101 96 g2 45 -86 204E6 4 72E48 1.34E5
HS 578T 1333 2321 2221 2179 2227 1477 0673 90 BE a0 15 -50 IHES 1.69E-5 = 1.00E4
BT-548 0.747 1486 1456 1386 1.363 0403 0263 96 B& 83 46 -5 181E6 4 40E8 161ES
T4TD 0754 1677 1682 1484 1508 0.825 0199 100 79 a2 8 -4 269E6 1.24E-5 512E5
MDA-MB-468 0.980 1.933 1.800 1.783 1739 0.829 0.165 86 B4 50 -15 -83 205E6 B.BHE6 323E5

Figure S96. Five dose assay of compound 7s a panel of 60 cancer cell lines.
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