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Figure S1. *H NMR spectrum of 3a (400 MHz, DMSO-ds).
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Figure S2. 3C NMR spectrum of 3a (101 MHz, DMSO-d).
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Figure S3. IR spectrum of 3a.

MS Spectrum

Spectrum Mode: Averaged 0.567-0,600(33-37) Base Peak:103(297264)

BG Mode:Cale Segment 1 - Event 1

Figure S5. 'H NMR spectrum of 3b (400 MHz, CDCls).
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Figure S4. LC-MS spectrum of 3a.
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Figure S6. 3C NMR spectrum of 3b (101 MHz, CDCls).
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Figure S7. IR spectrum of 3b.
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Figure S8. LC-MS spectrum of 3b.
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Figure S9. 'H NMR spectrum of 3¢ (400 MHz, DMSO-dg).
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Figure $10. 3C NMR spectrum of 3¢ (101 MHz, DMSO-dg).
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Figure S11. IR spectrum of 3c.
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Figure S12. LC-MS spectrum of 3c.
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Figure $13. 'H NMR spectrum of 3d (400 MHz, CDCls).
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Figure S14. 3C NMR spectrum of 3d (101 MHz, CDCls).
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Figure S15. IR spectrum of 3d.
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Figure $16. LC-MS spectrum of 3d.
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Figure S17. 'H NMR spectrum of 3e (400 MHz, DMSO-d).
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Figure $18. 3*C NMR spectrum of 3e (101 MHz, DMSO-ds).
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Figure S20. LC-MS spectrum of 3e.
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Figure S21. 'H NMR spectrum of 3f (400 MHz, CDCls).
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Figure S22. 13C NMR spectrum of 3f (101 MHz, CDCls).
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Figure $24. LC-MS spectrum of 3f.
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Figure $25. 'H NMR spectrum of 3g (400 MHz, DMSO-dg).
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Figure S27. IR spectrum of 3g.
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Figure $26. *C NMR spectrum of 3g (101 MHz, DMSO-d).
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Figure S28. LC-MS spectrum of 3g.
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Figure $29. 'H NMR spectrum of 3h (400 MHz, CDCls).

S17



— 1272

. 160 CDC

HELE R B 2 g E B g o

EEzH HE 55 g g g @ Hog

PN 1 ¥ (. I I
O OH

A

N o

F

8000

7500

7000

6500

re000

3500

5000

4500

4000

3500

3000

2500

2000

1500

1000

500

-500

T
210 200

T
150

T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 B0 70 60 50 40 30

20 10
f1 (ppm)
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84

80

75 3373.70cm-1 717,92cm-1; 80,27%T

70 2956,29cm-1; 72,44%T

;70,27%T
651
(o] OH 1536,86cm-1; 65

601
[ N 825,07cm-1; 61,27%T
NS 1408/41cm-1; 59,91 %T
.2 55, 123§,36cm-1; 61,23%T

N o 1388,65cm-1f 66,34%T
50+ 1625,38dn}-1; 52,05%T
1363,13cm-1; 49,96%T
451
F

404

35- 1665,73cm{1; 33,84%T

33 T ; : . .

4000 3500 3000 2500 2000 1500 1000

cm-1
Nom Description

—— PEService 824 1 FEchantillon 824 Par PEService Date mardi, février 08 2022

Figure S31. IR spectrum of 3h.
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Figure $33. 'H NMR spectrum of 3i (400 MHz, CDCl5).
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Figure $34. 3C NMR spectrum of 3i (101 MHz, CDCls).
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Figure $37. 'H NMR spectrum of 3j (400 MHz, CDCls).
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Figure S40. LC-MS spectrum of 3;j.

2. Molecular docking

Figure S41. Superimposition of the co-crystallized and the re-docked reference ligand Entrectinib (RMSD
=0.5852 A, PDB: 5FTO, co-crystallized: pink, re-docked: blue).
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Figure S42. Superimposition of the co-crystallized and the re-docked reference ligand AZD5438 (RMSD =
0.5431 A, PDB: 5FTO, co-crystallized: pink, re-docked: green).

Table S1. 2D representations of docked ligands inside the cavities of ALK and CDK2.
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Charged (negative)
Charged (positive)
Glycine
Hydrophobic
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Unspecified residue
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Hydration site

Hydration site (displaced)
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Distance — Salt bridge
H-bond Solvent exposure
Metal coordination

Pi-Pi stacking

Pi-cation
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