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Table S1. The characteristic *H-NMR and 3C-NMR of compounds 7-12.

Compounds H-1" C-1" 5 (ppm) H-1" C-1"" 6 (ppm)
o (ppm)  J 1rpv(Hz) J(ppm)  J 1mp(H2)
7 — — — 4.9 9.0 102.7
8 4.7 9.5 107.0 45 9.5 107.3
9 — — — 4.7 9.0 108.2
10 4.7 9.5 107.0 45 9.5 107.8
11 — — — 4.9 9.0 102.7
12 4.7 9.5 107.1 4.6 9.5 107.8

Table S2. The energies of the binding between EGFR and compounds 4, 11 and 12.

Compd. (vdW+Hbond+deso Electrostatic Total internal  The best docking Inhibition
Iv)energy(kcal/mol)  energy (kcal/mol) energy (kcal/mol)  energy (kcal/mol)  constant (nM)
4 7.7 -11 -3.8 -5.0 159.2
11 -8.1 -04 -10.9 24 1754.3
12 -8.4 —0.09 -104 1.91 455.5
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Figure S1. The details of the binding between EGFR and EGCG (4): the protein is shown as lines;
ligand and the key residues are shown as sticks (ligand color: C cyan, N blue, O red and polar
hydrogen); hydrogen bonds are shown as black dotted lines; hydrophobic interactions are shown as red
dotted lines; n-stacking is shown as gray dotted lines; salt bridges were shown as yellow dotted lines.
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Figure S2. *H-NMR spectra of compound 6
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Figure S3. “*C-NMR spectra of compound 6
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Figure S4. *H-NMR spectra of compound 7
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Figure S6. HMBC spectra of compound 7
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Figure S7. *H-NMR spectra of compound 8
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Figure S8. 13C-NMR spectra of compound 8
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Figure S9. HMBC spectra of compound 8
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Figure S10. *H-NMR spectra of compound 9
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Figure S11. 13C-NMR spectra of compound 9

zcg30 cl13

o moe @ oo weo = con
s 85 8 R " 3 GR8 meo
£ AR T N VIS % % ®ar
¢ ore o4 8 ® o o ssw 27T

2 = 2 S 288 orw
4 A2 4 3 aa2 s AR5 &aa

72 - Aequisition Bazmeters
Sata Zoseizt
o 1336
fie
HAIEL £ mmne
o1 1287149030 1aix
sy
) 13175 usec
Fun 160.00000300 ¥
e CHABEL 12 ameeen
2 3001520008 iz
ez gt}
cromar2 saieade
Sever "100:00 usec
b3 a.sieid ¥
iz 3705390700 ¥
72 - processing parametars
5 Svee
128.7636438 e
£
o
i 100w
a 0
£ 10
mErA~® o mooN e won
SERALE ® BT LA
srvwow o samo® o w
N - ] SSSES a o«

90

T T T T T T T T T
180 170 160 150 140 130 120 110 100

S10

T T T T T T T

80 70 ppm



Figure S12. *H-NMR spectra of compound 10
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Figure S13. 13C-NMR spectra of compound 10
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Figure S14. *H-NMR spectra of compound 11
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Figure S15. 13C-NMR spectra of compound 11
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Figure S16. *H-NMR spectra of compound 12
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Figure S17. 13C-NMR spectra of compound 12

B

2¢g26 cl1l3 MeOD avé600

NAME 20926
EXPNO 45
EROCNO 1
Date_ 20150111

me 21.26
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULBROG 2gdc
™ 65536
SOLVENT MeOD
NS 320
DS 4
S 39062.500 Hz
FIDRES 0.596046 Hz
BQ 0.8389108 sec
RG 2050
oW 12.800 usec
DE 20.00 usec
1€ 297,
D1 2.00000000 sec
D11 0.03000000 sec
™0 1

==e CHANNEL £l e=mmmz==
13¢

Pl 12.00 usec
PL1 -0.60
PLIW 93.44261932 W
SFO1 150.9194083 MHz

mmmmwmms CHANNEL £2 mam=
38 = 8353838% ses d 2588 ews NI rastaie
32 B Saanesen 5 3 A ART
2R $ BRLLGGRR B3 & 2585 dus mro 2CPD2 80.00 usec
ol Bk i ] sda H Gm3s 888 aaa PL2 9.20 dB
\ yav \\|/ PL12 25.68 dB
/ L\ BL2W 1.95994878 W
' PL12W 0.04408031 W
SF02 600.1330006 MHz
sI
SE 150.9025777 MHz
WD b
ssB 0
L8 1.00 Hz
G8
C 1.40
el Lol ,
180 170 160 150 140 130 120 110 100 20 #0 70 60 50 40 20 10 ppan

S13



