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1. Figures
1.1. The IR Spectra
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Figure S1. The IR spectrum for compound 5a.
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Figure S2. The IR spectrum for compound 5b.
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Figure S3. The IR spectrum for compound 5c.

1.2. The MS Spectra
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Figure S4. The MS spectrum for compound 5a.
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Figure S5. The MS spectrum for compound 5b.
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Figure S6. The MS spectrum for compound 5c.

1.3. 'HNMR Spectra
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Figure S7. The "THNMR spectrum for compound 5a.
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Figure S8. The "THNMR spectrum for compound 5b.
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Figure S9. The "THNMR spectrum for compound 5c.

1.4. BCNMR Spectra
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Figure S10. The *CNMR spectrum for compound 5a.
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Figure S11. The ®*CNMR spectrum for compound 5b.
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Figure 512. The ®*CNMR spectrum for compound 5c.

1.5. Molecular Docking
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Figure S13. The top superposing binding conformation of compound 5a and sorafenib at the ATP-
binding site of VEGFR-2 (carbon atoms in magenta for compound 5a and in black for sorafenib,

oxygen atoms in red, hydrogen atoms in white, nitrogen atoms in blue, sulphur atom in yellow).
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Figure S14. The top superposing binding conformation of compound 5¢ and sorafenib at the ATP-
binding site of VEGFR-2 (carbon atoms in magenta for compound 5c¢ and in black for sorafenib,
oxygen atoms in red, hydrogen atoms in white, nitrogen atoms in blue, sulphur atom in yellow).

1.6. Density Functional Theory (DFT)

Figure S15. The conformation that represents the highest occupied molecular orbital (HOMO) of
compound 5a.
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Figure S16. The conformation that represents the lowest unoccupied molecular orbital (LUMO) of
compound 5a.

Figure S17. The conformation that represents the highest occupied molecular orbital (HOMO) of
compound 5b.



Molecules 2025, 30, 4719 8 of 11

Figure S18. The conformation that represents the lowest unoccupied molecular orbital (LUMO) of

compound 5b.

Figure S19. The conformation that represents the highest occupied molecular orbital (HOMO) of
compound 5c¢.
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Figure S20. The conformation that represents the lowest occupied molecular orbital (LUMO) of

compound 5c¢.
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Figure 521. A molecular electrostatic potential (MEP) map of compound 5a.
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Figure S22. A molecular electrostatic potential (MEP) map of compound 5b.
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Figure S23. A molecular electrostatic potential (MEP) map of compound 5c.

2. Tables

Molecular Dynamics

Table S1. The number of hydrogen bonds between the studied compounds 5a-c, sorafenib, and
VEGFR-2 calculated every 10 ns.

Time (ns) Compound 5a Compound 5b Compound 5¢ Sorafenib
10 1 2 1 4
20 0 2 1 4
30 0 2 0 4
40 0 2 0 3
50 0 1 1 4
60 1 1 1 4
70 1 1 1 4
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