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Cpd Name Kinases
CAMK4A CDC42BPAA  CDK2A CDKL1A  CHEK2A CLK1A CLK3A DYRK2A CSNK1EA EPHA4A  FECHHSF HIPK2HSF

17 -0.3 =il 0.8 0.4 1.4 4.6 -0.1 23 1.2 0.3 0.2 11
21 -0.4 -0.8 1.2 0.5 1.2 38 0.8 25 1.4 -0.1 -2.4 0.8
19 0.7 -0.5 1.4 0.7 1.7 3.1 1.6 1.4 0.7 0.1 0.8 1.2
34 -0.5 -1.2 0.5 0.1 0.6 3.2 0.1 1.6 13 -0.2 2.1 0.7
20 -0.4 -0.7 0.0 0.3 0.5 2.1 -0.1 11 0.6 -0.1 2.4 055
35 -0.5 -0.9 0.3 0.4 0.4 2.4 0.0 1.4 1.4 0.1 6.3 0.6
18 -0.4 -0.7 0.2 0.5 1.4 3.4 0.0 1.5 13 0.4 4.0 0.6
33 -0.3 -0.7 0.5 0.4 0.3 2.1 0.4 1.1 1.2 0.0 4.5 0.6
30 0.2 -0.4 0.9 0.3 2.6 4.6 1.5 3.7 2.1 0.3 31 2.0
32 -0.5 -1.2 0.5 0.2 0.4 25| 0.0 1.1 11 -0.4 0.2 0.5
31 -0.7 -0.2 0.2 0.6 0.5 25 0.5 1.0 0.5 -0.4 15 0.5
25 -0.6 -0.5 0.6 0.5 0.9 4.2 13 3.8 2.2 0.0 2.1 23
37 0.0 -0.3 0.6 0.7 0.0 0.0 -0.3 0.3 0.9 0.1 0.8 0.6
36 -0.3 -0.9 0.4 0.3 -0.1 0.3 -0.4 0.4 1.0 0.0 -0.9 0.3
Staurosporine 7.1 2.6 15.2 4.2 16.5 11.9 5.3 7.0 3.1 5.6 21 4.6

Table S1: DFS results

Cpd Name Kinases
MSSK1A NQO2A DAPK1A DCAMKL1IA DMPK1A EPHA5A EPHA7A EPHB3A FGFR1B FGFR2A GAKA

17 1.0 -0.1 1.3 -0.7 -0.2 0.3 -3.2 1.0 0.2 0.0 4.7
21 0.2 0.2 0.4 -1.4 -0.4 0.1 -2.7 0.3 0.3 0.1 3.9
19 0.3 0.4 0.8 -1.1 -0.5 0.3 -2.3 1.1 0.5 0.4 2.4
34 0.2 -0.5 -0.1 -1.5 -0.4 -0.7 -3.9 0.5 0.1 0.0 2.0
20 0.1 0.2 0.0 0.3 -0.3 -0.3 -3.4 1.0 0.1 -0.3 1.0
35 0.0 0.0 0.2 -0.7 0.1 -0.1 -3.0 1.0 0.3 0.1 1.4
18 0.5 0.0 0.8 0.2 0.5 -0.1 -3.0 1.3 0.2 -0.1 2.0
33 0.1 0.4 0.9 -0.4 1.6 0.2 -2.3 0.5 0.3 -0.1 1.3
30 0.4 -0.1 0.8 0.2 0.6 0.4 -2.7 0.6 0.1 -0.4 2.8
32 0.1 -0.2 -0.2 -1.3 -0.6 -0.3 -3.8 0.2 0.2 -0.2 1.5
31 0.0 0.3 0.1 0.0 -0.2 -0.5 -2.5 -0.4 -0.2 -0.4 0.6
25 0.0 -0.4 1.0 -0.5 0.1 -0.5 -2.7 0.6 0.0 -0.4 2.8
37 0.0 0.0 -0.4 -2.0 -0.1 -0.3 -2.3 0.6 0.0 -0.1 -0.2
36 0.3 0.3 -0.5 -2.5 -0.9 -0.4 -4.0 3.1 0.2 -0.1 0.3
Staurosporine 3.7 -0.2 9.0 11.8 8.2 7.7 9.5 5.5 6.4 8.4 8.9

Table S2: DFS results

Cpd Name Kinases

DAPK3A  DYRK1AA FESA GSG2A TTKA EPHA2A MAPK1A MERTKA MST3A MST4A GPRK5A
17 2.0 4.0 0.1 2.6 0.2 11 -0.1 -0.7 0.6 0.3 1.0
21 2.1 3.2 0.2 1.5 -0.2 0.8 -0.2 -0.6 0.7 0.3 1.5
19 4.1 5.0 0.9 0.8 0.3 0.8 -0.4 -0.5 3.0 11 1.2
34 1.4 2.7 0.0 34l -0.3 0.7 -0.4 -1.1 0.4 0.3 0.5
20 0.9 2.2 0.0 -0.4 -0.2 0.5 -0.5 -0.8 0.3 0.0 0.3
35 1.2 2.4 -0.1 0.4 -0.4 0.6 -0.3 -0.8 0.2 0.0 0.7
18 13 2.3 0.5 -0.1 -1.2 0.7 -0.2 -0.6 -0.1 -0.2 0.4
33 2.0 2.0 0.1 0.3 -0.1 0.7 -0.3 -0.3 0.4 0.1 0.5
30 2.1 2.8 0.0 3.1 0.2 0.8 -0.2 0.0 0.8 0.3 0.7
32 1.6 2.0 -0.2 3.0 -0.4 0.6 -0.3 -1.0 0.0 -0.2 0.3
31 0.5 1.4 -0.3 0.3 -2.0 0.2 -0.3 -0.7 0.1 0.1 -0.2
25 1.7 5.3 0.0 2.9 -0.1 0.7 -0.2 -0.5 0.2 0.2 0.7
37 0.4 -0.4 -0.1 0.5 -0.6 0.6 -0.4 -1.0 0.3 0.1 0.3
36 0.2 1.2 0.0 0.8 -0.2 0.5 -0.2 -1.5 -0.1 0.5 -0.1
Staurosporine 16.3 12.8 7.7 2.3 8.4 7.4 13 5.7 9.1 7.8 8.0

Table S3: DFS results
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Cpd Name

17
21
19
34
20
35
18
33
30
32
31
25
37
36
Staurosporine

Kinases
GSK3BB

5.1
4.7
2.4
2.4
4.1
2.6
3.9
2.1
3.0
1.5
0.8
3.7
0.9
0.5
11.2

MAP2K4A MAP2K6A MAP3K5A MAPK10A MAPK13A MAPK14A MAPKSB

1.0
2.0
22,3}
0.8
0.9
0.9
0.8
0.6
1.1
13
0.2
1.2
0.6
0.4
11.5

Table S4: DFS results

Cpd Name

17
21
19
34
20
35
18
33
30
32
31
25
37
36
Staurosporine

Kinases

MARK3A  MARK4A

-1.0
-0.6
0.3
-0.3
-1.1
-0.8
-0.8
-0.7
-0.4
-1.6
-0.3
-0.7
-0.9
-0.7
18.1

-0.6
-0.3
-0.4
-0.5
-1.1
-0.6
-1.0
-0.9
0.0

-0.8
-0.7
-0.2
-1.0
-0.6
15.8

Table S5: DFS results

Cpd Name

17
21
19
34
20
35
18
33
30
32
31
25
37
36
Staurosporine

Kinases

PKMYT1A
-0.3
0.6
0.2
0.1
-0.9
0.0
-0.3
-0.2
-0.1
0.0
-1.1
-0.1
0.1
0.1
0.5

PLK4A
1.8
13
0.9
13
11
11
1.0
0.5
2.5
0.8
0.5
1.6
0.2
0.2

21.5

Table S6: DFS results

0.2
0.3
0.7
0.2
0.2
0.2
0.3
0.2
0.2
0.0
0.1
0.3
0.1
0.0
11.8

MELKA

1.8
0.9
1.4
1.6
0.9
0.8
0.7
1.0
1.7
1.0
0.4
1.0
0.1
-0.1
12.8

RPS6KA5A
0.6
0.3
3.4
2.2
1.0
20
-1.0
2.7
2.5
1.4
0.7
4.1
-0.4
-0.2
15,3

2.7
1.7
2.0
0.3
0.3
0.2
0.7
0.3
5.1
0.3
0.8
1.9
0.0
-0.2
16.9

NEK1A

0.1
-0.5
0.5
0.1
0.0
0.2
0.5
-0.5
0.2
-0.1
-0.2
0.0
-0.1
-0.1
-0.2

SLKA
-1.2
-0.3
1.1
S1%3)
-1.0
-1.2
-1.2
-0.7
-0.4
S1%3)
-11
-0.8
G025
-1.3
15.3

-1.2 0.7
-0.2 0.4
-2.1 0.5
359 0.4
=Ehd) 0.5
=Ehdl 0.4
=4l 0.8
-2.5 0.5
-0.6 0.4
349 0.3
-2.3 0.3
-1.2 0.5
-2.8 0.4
-4.9 0.4
4.7 6.5
NEK2A  NEK7A_2
0.4 -2.6
1.1 -1.2
iL.7/ 0.3
0.5 -2.2
0.4 -1.8
0.6 -1.4
0.8 -1.4
0.4 -1.8
0.8 -0.5
1.5 -2.0
0.5 -1.1
0.6 -0.6
1.1 -1.2
0.5 -2.2
4.6 1.4
SRCA SRPK1A  PAK4A
0.2 0.3 -0.2
0.5 0.3 -0.3
0.4 0.8 -0.3
0.2 0.0 -0.5
-0.4 -0.1 gl
0.0 0.0 -0.9
0.0 0.3 -0.8
-0.1 0.2 -0.3
0.3 0.5 -0.1
0.1 0.0 -0.5
-0.3 -0.1 -0.5
0.1 0.2 -0.2
0.1 0.2 -0.4
0.3 -0.2 -0.1
5.4 6.7 i3

S5

-0.2
0.1
0.4

-0.4

-0.5

-0.3

-0.3
0.0
0.1

-0.5

-0.4

-0.1

-0.3

-0.6
0.9

OSR1A
-0.2
0.2
1.0
-0.4
-0.2
-0.4
-0.1
-0.1
0.3
-0.6
-0.2
-0.1
-0.1
-0.6
6.1

PHKG2A

23
1.0
1.4
11
0.1
0.3
0.2
0.5
2.5
0.9
0.3
13
0.2

-0.3

22.0

1.5
2.5
1.1
-0.8
-0.8
-0.4
0.9
0.0
1.8
-0.4
0.6
1.6
-0.6
-1.3
8.0

PAK1A

-0.1
1.2
1.2
0.3
0.4
0.4
0.6
0.4
0.4
0.1
0.1
0.3
1.1
0.1
7.8

PIM1A
2.6
5.4
2.2
13
1.0
1.6
11
1.4
3.6
1.6
13
2.8
13
1.3

12.3

MAPK9A

0.8
1.2
-0.5
-0.5
-0.4
-0.3
0.2
-0.4
-0.2
-0.5
-0.5
0.4
-0.9
-0.7
3.2

PIM3A

3.2
6.5
3.0
2.5
1.0
3.5
L2
2.9
3.0
1.9
1.2
2.7
2.7
2.8
19.6

RPS6KA1A  STK10A

13
0.6
0.3
0.5
-0.2
0.3
0.7
0.2
2.2
0.3
0.3
13
0.1
-0.1
3.2

MAP2K7A
-0.8
-0.7
0.9
-1.0
-0.2
-0.3
0.1
-0.1
0.1
-0.4
-0.8
-0.6
-0.7
-1.5
8.3

FLT1A
2.3
1.3
13
1.4
1.3
1.2
1.4
1.2
2.5
1.5
1.1
1.0
0.2
0.5

13.5

-1.0
-0.2
1.2
-0.9
-1.2
-0.9
-0.8
-0.9
-0.6
-1.2
-0.9
-1.2
-0.5
-1.2
22.7

TLK1A
A7/
-1.0
-0.4
-2.1
=1L,z
-1.8
=1Lz
-1.6
<ALl
-2.0
-1.8
-1.3
-1.6
=dl,7/

8.5

PCTK1A
1.0
1.2
0.2
0.4
0.1
0.4
0.6
0.4
0.6
0.2

-0.1
0.6
0.4
0.4
9.3

MAPK?7
-0.2
-0.2
-0.2
0.0
-0.1
-0.2
-0.4
0.1
0.0
0.2
0.2
-0.1
-0.2
0.3



Cpd Name Kinases
AKT3A BMP2KA BMPR2A CAMK1DA CAMKI1GA STK17AA STK17BA  STK38LA STK39A BRD4A STK3A MEK5

17 0.1 9.0 82 -2.2 -0.1 3.2 -2.2 -0.3 -0.8 1.3 0.8 53
21 0.2 7.0 2.6 -2.4 0.2 22 =il.2) 0.0 -0.2 -1.0 1.4 2.8
19 0.4 23 1.8 -1.5 11 1.4 -0.7 0.3 0.5 -0.4 21 5.2
34 0.2 4.5 1.4 -2.4 -0.3 1.6 -2.8 -0.4 -0.8 -0.9 0.5 33
20 -0.1 13 15 -1.8 -0.3 0.1 -3.2 -0.2 -0.6 -1.9 0.0 1.5
35 0.0 2.5 0.9 -2.2 0.4 11 -2.8 -0.3 -0.6 -1.0 1.0 22
18 0.3 4.8 21 -2.0 0.1 0.8 -2.1 -0.4 -0.9 -1.2 0.5 2.8
33 0.2 1.8 0.4 2dl 0.3 1.8 -1.7 0.3 -0.9 1.3 0.4 1.7
30 0.0 7.0 2.8 =il 0.1 3.8 -0.6 -0.1 -0.7 G285 0.2 6.1
32 0.2 2.8 0.6 -2.6 0.0 1.5 -3.2 -0.2 -0:9 -0.6 0.0 22
31 0.0 1.3 0.8 -1.9 -0.3 0.7 -0.6 0.1 -0.6 -1.1 -1.6 25
25 0.0 5.0 2.8 -1.8 -0.1 2.6 0.1 -0.1 -0.8 -0.7 1.0 6.5
37 0.3 0.0 0.2 -1.0 -0.8 -0.4 -2.6 -0.1 -0.9 -0.7 0.0 1.5
36 0.2 0.8 0.3 -3.4 -1.1 -0.5 -4.1 -0.2 -0.7 -1.2 -0.7 0.6
Staurosporine 6.8 183 2.5 9.2 10.7 12.3 11.1 0.3 8.7 0.5 16.1

Table S7: DFS results

Cpd Name Kinases
STK4A STK6A ULK3A VRK1A WNK1A  BRPF1IB EPHB1A MAPK15HS MAPKAPK2A TAFIA  CSNK1G2 MEK1

17 1.4 1.6 4.2 0.8 -0.5 -1.2 0.7 23 0.1 0.2 1.8 0.2
21 1.4 0.8 1.8 0.7 -0.8 -0.7 0.3 1.4 0.1 0.3 1.8 0.1
19 1.7 1.6 3.0 11 0.4 -0.2 0.7 0.7 0.6 05 11 0.1
34 0.3 0.0 24 O35) -0.6 -13 0.1 1.0 -0.2 0.1 1.4 0.0
20 -0.3 0.3 13 0.5 -0.3 -1.7 0.9 -0.4 -0.2 0.0 0.8 -0.1
35 0.3 0.0 5 0.4 -0.4 -1.0 0.6 -0.2 -0.2 0.3 0.7 0.2
18 0.5 0.7 13 0.4 -0.1 %3] 1.0 0.0 0.0 0.2 1.0 08
33 0.0 0.3 1.6 0.6 -0.4 -1.2 0.5 0.6 -0.1 0.0 0.9 0.1
30 15 1.6 5.4 0.8 -0.4 -1.2 0.3 2.1 0.4 0.3 2.5 0.3
32 0.2 -0.4 1.7 0.4 -0.6 -13 0.1 1.0 -0.2 0.0 0.9 -0.2
31 -0.5 -0.1 1.7 0.3 -0.4 -1.8 -0.4 0.1 -0.2 <lodl 0.7 0.3
25 13 1.0 4.1 0.7 -0.5 SRS 0.4 1.7 0.0 0.2 22 0.2
37 0.4 -0.3 0.9 -0.2 -0.3 -1.1 -0.1 -0.4 -0.1 -0.1 0.6 0.2
36 -0.2 -0.5 0.8 0.2 -0.4 -0.8 0.1 0.2 -0.3 0.2 0.9 0.3
Staurosporine 15.7 16.9 19.0 3.2 1.2 0.0 6.2 14.2 35 0.0 2.0

Table S8: DFS results
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Figure S26: *C NMR spectrum of 21
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Figure S37: "H NMR spectrum of 29

— 163.425
— 160.894

— 154.614
— 151.663

55.876

40000

138000

136000

34000

32000

130000

I-28000

26000

24000

22000

120000

- 18000

16000

- 14000

I-12000

10000

{8000

- 6000

{4000

{2000

{--2000

T T
100 90
f1 (ppm)

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

Figure S38: '*C NMR spectrum of 29

S25



12.189
10.608.
8.803
822
799
575
492
241
125
6.263

4.830

4.120

3.682

17000

16000

15000

[~ 14000

13000

12000

11000

10000

9000

8000

7000

6000

5000

4000

3000

2000

1000

-1000

T T T T T T T T T T T T T T T
125 120 115 110 105 100 95 9.0 80 75
1 (ppm)

Figure S39: '"H NMR spectrum of 30
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Figure S40: 3C NMR spectrum of 30
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Figure S42: C NMR spectrum of 31
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Figure S43: "H NMR spectrum of 32

171.417
— 161.588
— 157.855

— 149.599
120.030
- 119.809

il

—111.984
77.160

_-56.187
< 55.609

45.254

35.380

T T T T
190 180 170 160

T T T T
150 140 130 120

T T
100 90 80 70 60
1 (ppm)

T
110

Figure S44: 3C NMR spectrum of 32
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Figure S46: *C NMR spectrum of 33
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Figure S47: '"H NMR spectrum of 34
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Figure S48: 3C NMR spectrum of 34
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Figure S50: *C NMR spectrum of 35
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Figure S51: '"H NMR spectrum of 36
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Figure S52: *C NMR spectrum of 36
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