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Figure S1. '"H NMR (500 MHz, DMSO-ds) spectrum of compound 4a
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Figure S2. C NMR (125 MHz, DMSO-d) spectrum of compound 4a
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Figure S3. DEPT-135 (125 MHz, DMSO-ds) spectrum of compound 4a
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Spectrum Peaks
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Counts vs. Mass-to-Charge (m/z)

Figure S4. High-resolution mass spectrum of compound 4a
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Figure S5. '"H NMR (500 MHz, DMSO-ds) spectrum of compound 4b
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Figure S6. °C NMR (125 MHz, DMSO-ds) spectrum of compound 4b
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Figure S7. DEPT-135 (125 MHz, DMSO-ds) spectrum of compound 4b
WalkUp FbF Workflow Report CAMBRIDGE
d P Orkriow repor CAMBRIDGE
Spectrum Peaks
m/z m/z (Calc) Diff (ppm) Abund Height %  Height % (Calc) Ion Species z
467.1315 467.1301 3.10 6795 100.00 100.00 (M+H)+ 1
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Figure S8. High-resolution mass spectrum of compound 4b
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Figure S9. '"H NMR (500 MHz, DMSO-ds) spectrum of compound 4¢
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Figure S10. High-resolution mass spectrum of compound 4¢
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Figure S11. "H NMR (500 MHz, DMSO-dj) spectrum of compound 4d
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Figure S12. C NMR (125 MHz, DMSO-ds) spectrum of compound 4d
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Figure S13. DEPT-135 (125 MHz, DMSO-ds) spectrum of compound 4d
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Spectrum Peaks

mjz Z Abund Diff (ppm) Height % Heil lh:tl'B"-i Icn Species Formula
alc
609.9578 1 96134 4.12 13.92 14.31 (M+Na)+ C26H20Br206
610.9511 1 690853 1.74 100.00 100.00 (M+Na)+ C26H20Br206
611.9564 1 182174 5.00 26.37 28.19 (M+Na)+ C26H20Br206
612.9502 1 363692 2.60 52.64 5245 (M+Na)+ C26H20Br206
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614.9565 1 18409 3.79 2.66 2.52 (M+Na)+ C26H20Br206
Compound Spectra
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Figure S14. High-resolution mass spectrum of compound 4d
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Figure S15. '"H NMR (500 MHz, DMSO-ds) spectrum of compound 4e
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Figure S16. 3*C NMR (125 MHz, DMSO-ds) spectrum of compound 4e
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Figure S17. DEPT-135 (125 MHz, DMSO-d) spectrum of compound 4e
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Spectrum Peaks
mfz m/z (Calc) Diff (ppm) Abund Height %  Height % (Calc) Ton Species 4
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Figure S18. High-resolution mass spectrum of compound 4e
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Figure S19. '"H NMR (500 MHz, DMSO-ds) spectrum of compound 6
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Figure S20. *C NMR (125 MHz, DMSO-ds) spectrum of compound 6
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Figure S21. DEPT-135 (125 MHz, DMSO-d) spectrum of compound 6

WalkUp FbF Workflow Report ? CAMBRIDGE
1
d P Orkriow Repor CAMBRIDGE
Spectrum Peaks
mjz m/z (Calc) Diff (ppm) Abund Height %  Height % (Calc) Ton Species 4
397.1424 397.1410 3.45 866852 100.00 100.00 (M+Na)+ 1
398.1481 398.1444 9.25 202757 23.39 26.36 (M+Na)+ 1
399.1521 399.1473 12.09 44818 5.17 4.16 (M+Na)+ 1
X108 Cpd 1: C24 H22 04; 0.973: + Scan (rt: 0.906-0.923, 1.040-1.082 min, 9 scans) B-61394.d
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Counts vs. Mass-to-Charge (mjz)
Spectrum Peaks
mjz m/z (Calc) Diff (ppm) Abund Height % Height % (Calc) Ion Species z
397.1424 397.1410 345 866852 100.00 100.00 (M+Na)+ 1
398.1481 398.1444 9.25 202757 23.39 26.36 (M+Na)+ 1
399.1521 399.1473 12.09 44818 5.17 4.16 (M+Na)+ 1

Figure S22. High-resolution mass spectrum of compound 6
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Figure S23. '"H NMR (500 MHz, DMSO-ds) spectrum of compound 12
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Figure S24. *C NMR (125 MHz, DMSO-d;) spectrum of compound 12

13



Supporting Information

n NONNMT N

n OMMNTNMM Mmmoa a0 n
o @OaNAHNR meo 5 o
© ofmanE N o @ n Ne n
< NANNNS A -V o -N-] <
- o - © nn < < -
I NSNS [ ' I

T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 o

Figure S25. DEPT-135 (125 MHz, DMSO-ds) spectrum of compound 12

Figure S26. Superimposition of the co-crystalized ligand (sorafenib) complexed with VEGFR-2 TK.
Original pose of Sorafenib colored by (dark purple), and the redocked pose colored by (faint
brown) with RMSD value equal 0.15 A.
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