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S1. Spectra of Screened Compounds
2-(4-Aminophenyl)-N-benzylacetamide (3a) 
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2-(4-acetamidophenyl)-N-benzylacetamide (4a) 




[image: ]
[image: ]
N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)propionamide (4b)
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)benzamide (4c)
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-3-fluorobenzamide (4d)
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[bookmark: _Hlk85062187]N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-3-chlorobenzamide (4e) 
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-4-chlorobenzamide (4f)
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N-benzyl-2-(4-((4-methylphenyl)sulfonamido)phenyl)acetamide (4g)
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-3-methoxybenzamide (4h)
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-3-chloro-4-(2-morpholinoethoxy) benzamide (4i)
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-3-chloro-4-methoxybenzamide (4j) 
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-3,4-dimethoxybenzamide (4k)
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-3-chloro-4-(2-morpholinoethoxy) benzamide (4l)
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-2-chloroisonicotinamide (4m)
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-6-chloropicolinamide (4n)
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-5-chloronicotinamide (4o)
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N-(4-(2-(benzylamino)-2-oxoethyl)phenyl)-5-chlorofuran-2-carboxamide (4p)
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3-Chloro-N-(4-(2-oxo-2-(phenethylamino)ethyl)phenyl)benzamide (4q)
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3-Chloro-N-(4-(2-((furan-2-ylmethyl)amino)-2-oxoethyl)phenyl)benzamide (4r)
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N-(6-(2-(benzylamino)-2-oxoethyl)pyridin-3-yl)-3-chlorobenzamide (4s)
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Table S1: List of kinases in the Proteome Profiler Human Phospho-Kinase Array Kit (link)
	Akt 1/2/3 (S473)
	HSP60
	PRAS40 (T246)

	Akt 1/2/3 (T308)
	JNK 1/2/3 (T183/Y185, T221/Y223)
	Pyk2 (Y402)

	beta-Catenin
	Lck (Y394)
	RSK1/2 (S221/S227)

	Chk-2 (T68)
	Lyn (Y397)
	RSK1/2/3 (S380/S386/S377)

	c-Jun (S63)
	MSK1/2 (S376/S360)
	Src (Y419)

	CREB (S133)
	p38 alpha (T180/Y182)
	STAT1 (Y701)

	EGF R (Y1086)
	p53 (S15)
	STAT2 (Y689)

	eNOS (S1177)
	p53 (S392)
	STAT3 (S727)

	ERK1/2 (T202/Y204, T185/Y187)
	p53 (S46)
	STAT3 (Y705)

	Fgr (Y412)
	P70 S6 Kinase (T389)
	STAT5a/b (Y699)

	GSK-3 alpha/beta (S21/S9)
	p70 S6 Kinase (T421/S424)
	STAT6 (Y641)

	GSK-3 beta (S9)
	PDGF R beta (Y751)
	WNK-1 (T60)

	HSP27 (S78/S82)
	PLC gamma-1 (Y783)
	Yes (Y426)





2

3

image2.png
Intens.
x109
259

20

15

104

05

il

T T T
10 15 20

T
30

T y T
35 40 45

T
50

Tene i)

——012-1201_KAG 14.0: BPC 100.0-600.0 +AIMS

——012.1201_KAC-14.D BC241.0 +AIMS





image64.emf

image65.emf


image66.emf


image67.emf

image68.emf

image69.emf

image70.emf


image3.png
Intens. T
x109

2.0

1.59

1.04

0.5

+MS, 1.7min #208

241.8

0.0





image71.emf


image72.emf

image73.emf

image74.emf

image75.emf


image76.emf


image77.emf
0.0 0.5 1.0 1.5 2.0 2.5 3.0 Time [min]

0

1

2

3

8

x10

Intens. 015-1501_KAC-17.D: BPC 100.0-600.0 +All MS

015-1501_KAC-17.D: EIC 393.0 +All MS


image4.emf

image78.emf
393.1

394.1

395.1

396.0

394.1

+MS, 2.4min #280

0.0

0.5

1.0

1.5

2.0

2.5

3.0

8

x10

Intens.

382.5 385.0 387.5 390.0 392.5 395.0 397.5 400.0 m/z


image79.emf


image80.emf


image81.emf
1 2 3 4 5 Time [min]

0

1

2

3

8

x10

Intens. 016-1601_KAC-18.D: BPC 100.0-600.0 +All MS 016-1601_KAC-18.D: EIC 368.1 +All MS


image82.emf
371.1

369.1

+MS, 2.1min #237

0

1

2

3

8

x10

Intens.

355 360 365 370 375 380m/z


image83.emf


image84.emf



image85.emf

image86.emf

image87.emf

image5.emf
Chemical Shift (ppm) 180 160 140 120 100 80 60 40

A

b

s

o

l

u

t

e

0

0.5

1.0

1.5

2.0

2.5

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

2

0

.

4

1

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

5

5

.

4

7

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

0

.

2

3

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

6

.

8

0

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

7

.

2

4

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

8

.

2

9

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

2

9

.

1

0

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

1

.

5

2

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

3

.

0

9

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

3

9

.

5

0

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

4

.

1

2

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

6

.

0

5

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

6

8

.

4

7

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3

1

7

0

.

3

3



image6.emf
1 2 3 4 5 6 7 8 Time [min]

0.0

0.5

1.0

1.5

8

x10

Intens. 001-0101_KAC-1.D: BPC 100.0-700.0 +All MS 001-0101_KAC-1.D: EIC 283.0 +All MS


image7.emf
260.6

263.3

266.6

269.5

271.5

274.6

279.7

288.6

296.4

300.3

306.4

283.5

+MS, 1.7min #223

0.0

0.5

1.0

1.5

7

x10

Intens.

260 265 270 275 280 285 290 295 300 305 m/z


image8.emf


image9.emf


image10.emf
0.0 0.5 1.0 1.5 2.0 2.5 3.0 Time [min]

0.0

0.2

0.4

0.6

0.8

9

x10

Intens. 007-0701_KAC-9.D: BPC 100.0-600.0 +All MS

007-0701_KAC-9.D: EIC 297.0 +All MS


image11.emf
297.4

319.3

+MS, 1.9min #220

0.0

0.2

0.4

0.6

0.8

9

x10

Intens.

250 260 270 280 290 300 310 320 330 340 m/z


image12.emf


image13.emf


image14.emf
1 2 3 4 5 6 Time [min]

0

2

4

6

8

x10

Intens. 006-0601_KAC-8.D: BPC 100.0-600.0 +All MS 006-0601_KAC-8.D: EIC 345.0 +All MS


image15.emf
343.9

345.2

+MS, 2.0min #236

0

1

2

3

4

5

6

8

x10

Intens.

330 335 340 345 350 355 m/z


image16.emf


image17.emf


image18.emf
1.0 1.5 2.0 2.5 3.0 Time [min]

0

2

4

6

8

8

x10

Intens. 011-1101_KAC-13.D: BPC 100.0-600.0 +All MS

011-1101_KAC-13.D: EIC 363.0 +All MS


image19.emf
351.3

356.3

358.3

368.5

374.5

377.2

380.0

382.2

363.2

+MS, 2.1min #250

0.0

0.2

0.4

0.6

0.8

8

x10

Intens.

350 355 360 365 370 375 380 m/z


image20.emf


image21.emf


image22.png
File View Zoom Options GoTo Help

hermo Xcalibur Processing Setup - Quan - Identification - drugx (Int Std)

bedi & ?
Identification | Detection | Calbration | Levels | System Suitabilty | Peak Purty | 2 Components
Retention ime
KAG-12 - drugx
Name Expected (min): [420 Window (sec): [30.00
Defector ype: [ ] Peak Dotect: |Genesis Use as RT reference View width (min): [2.00
Fiter: [ITMS + ¢ ESI E Full ms [50.00-800.00] - o an—
Trace: [Base Peak v =
Mass (m/z): [393.6. 876.0-380.0 ez .
G:\Shared drives\...\SATTAR2\S07_KAC-12 12-Jul-21 3:32:02
RT: 3.21-521 SM: 5G || S07_KAC-12#557 RT: 421 AV: 1 NL: 2.86E4 Bl
100 RT: 4.21 NL: 2.86E4 F: IT:\dozchSIEFull ms [5000302_;);)]
3 Base Peak m/z=
903 376.0-380.0 F: ITMS + ¢ 99
El ESI E Full ms 904
3 [50.00-800.00] MS 85
805 Genesis S07_KAC-12 50-|
E 75|
o 797 704
g 7 65|
.'g" 60; g 0
5 7 € 55
3 507 g
2 503 2 50
> 3 2 454
5 0] D
2 3 e
304 354
B 20
3 25
20; 20 380.44424
10E 15
B 104
0l 336 350358 379 3.7 52 474 496 506 5 7003995 260 11680
L e L L B B B s B B B B LA e |
0-
3.4 3.6 3.8 4.0 ) 4.2 . 4.4 4.6 4.8 5.0 52 hs o s 0 ahe
Time (min) miz
Ready CAP NOT SAVED
i 1326
- =i e 5 N
88 O Type here to search © = i 37°C (=} @ s =





image23.emf


image24.emf


image25.emf
1 2 3 4 5 6 Time [min]

0

1

2

3

8

x10

Intens. 009-0901_KAC-11.D: BPC 100.0-600.0 +All MS

009-0901_KAC-11.D: EIC 379.0 +All MS


image26.emf
379.1

380.1

381.1

382.2

380.1

+MS, 2.3min #267

0

1

2

3

8

x10

Intens.

370.0 372.5 375.0 377.5 380.0 382.5 385.0 387.5 390.0 392.5m/z


image27.emf


image28.emf


image29.emf
0.0 0.5 1.0 1.5 2.0 2.5 3.0 Time [min]

0

1

2

3

4

5

8

x10

Intens. 008-0801_KAC-10.D: BPC 100.0-600.0 +All MS

008-0801_KAC-10.D: EIC 395.0 +All MS


image30.emf
395.1

+MS, 2.0min #242

0

1

2

3

8

x10

Intens.

370 375 380 385 390 395 400 405 m/z


image31.emf


image32.emf


image33.emf

image34.emf

image35.emf


image36.emf


image37.emf

image38.emf

image39.emf

image40.emf


image41.emf


image42.emf

image43.emf

image44.emf

image45.emf


image46.emf


image47.emf

image48.emf

image49.emf

image1.emf

image50.emf


image51.emf


image52.emf

image53.emf

image54.emf

image55.emf


image56.emf



image57.emf

image58.emf

image59.emf

image60.emf


image61.emf


image62.emf

image63.emf

image88.jpeg
’ frontiers




