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Figure S1 The '"H NMR spectrum of CHMFL-VEGFR2-002.
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Figure S2 The °C NMR spectrum of CHMFL-VEGFR2-002.



Data Filename CHMFL-VEGFR2-002.d Sample Name LXS

Sample Type Sample Position Vial 10

Instrument Name Instrument 1 User Name

Acq Method 01012018NORMAL.m Acquired Time  5/8/2019 11:52:42 AM
IRM Calibration Status _ DA Method 3.m

Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.00 (B5042.2)

User Chromatograms

Fragmentor Voltage 175 Collision Energy 0 Ionization Mode ESI
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Figure S3 The LC-MS spectrum of CHMFL-VEGFR2-002.




Table S1 Anti-proliferative activity (Glso) test in engineered BaF3 cells.

GISO (]J,II]OI/L)
Compound Structure TEL- TEL- TEL-
BaF3 VEGFRI- VEGFR2- VEGFR3-
BaF3 BaF3 BaF3
o N_
1 (CHMFL- i .
VEGFR2- Ng[j >10 >10 0.15 > 10
002) 07\,NH
2 1.5 0.25 3.6
3 1.3 0.39 2.6
4 2.7 0.5 3.8
5 1.1 0.2 >10
6 2.29 0.19 2.89
7 4.38 0.61 2.19
8 1.02 0.38 3.19
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Figure S4 Docking analysis of compounds 2, 10, 14 and CHMFL-VEGFR2-002. (A),

(C) and (E) Cartoon mode illustration of compounds 2, 10 and 14 in complex with



VEGFR?2 kinase (PDB ID: 4AG8). (B), (D), (F) and (G) Solid surface illustration of
two important hydrophobic pockets including the gate keeper region and the DFG-out
region. (H) Overlapping of compounds 2, 10, 14 and CHMFL-VEGFR2-002 in the

hydrophobic pocket with solid surface illustration mode.
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Figure S5 Acute toxicity test of CHMFL-VEGFR2-002.
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Figure S6 Acute toxicity test of sunitinib.



