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Figure S1: Overview of EGFR signaling and mechanism of action of the lead molecule
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Table S1: Physical parameters for the newly synthesized compounds 3(a-l).

Sl Chalcone (1a-1) Product® Yield"
No (3a-1) (%)
2 o) 87

Br
3 o) 85

(J -

NO,
4 O 87
Br O
OMe

5 Cl o 90

sa
7

S3




93

89

84

89

89

91

Br

Br

Br

O,N

10

11

S4



12 ) 86

*Reaction conditions; chalcone (1eq) in [BMIM][BF,4] (5ml), thiosemicarbazide (1.2eq),
piperidine (2-3 drops) and 2-(adamantan-1-yl)acetylbromide (1eq), 6 h at 80 °C. ®Product
yield after recrystalisation from ethanol.
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Figure S2: "H NMR spectrum of the compound 3a
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Figure S3: C NMR spectrum of the compound 3a
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Figure S4: Mass spectra of spectrum of the compound 3a
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Figure S5: '"H NMR spectrum of the compound 3b
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Figure S6: Mass spectra of spectrum of the compound 3b
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Figure S8: Mass spectra of spectrum of the compound 3¢
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Figure S9: '"H NMR spectrum of the compound 3d
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Figure S10: "°C of spectrum of the compound 3d
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Figure S11: Mass spectrum of the compound 3d
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Figure S12: 'H Spectrum of compound 3e (APP)
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Figure S13: Mass spectrum of compound 3¢ (APP)
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Figure S14: 'H Spectrum of compound 3f
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Figure S15: Mass Spectrum of compound 3f
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Figure S16: 'H Spectrum of compound 3g
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Figure S17: Mass Spectrum of compound 3g
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Figure S19: Mass Spectrum of compound 3h
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Figure S20: 'H Spectrum of compound 3i
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Figure S21: °C Spectrum of compound 3i
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Figure S22: Mass Spectrum of compound 3i
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Figure S23: 'H Spectrum of compound 3j
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Figure S24: Mass Spectrum of compound 3j
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Figure S25: 'H Spectrum of compound 3k
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Figure S26: "°C Spectrum of compound 3k
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Figure S27: Mass Spectrum of compound 3k
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Figure S28: 'H Spectrum of compound 31
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DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 0
======== CHANNEL fl ==
NUC1 13C
Rl 9.10 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
i ======== CHANNEL f2 ==
CPDPRG2 waltzl6
NUC2 1H
PCPD2 100.00 usec
PL2 0.00 dB
PL12 18.06 dB
PL13 18.06 dB
SF02 300.1312005 MHz
f " b I 4 g " i L F2 - Processing parameters
LN L s [ 1 Y L d I 32768
aleow b Ay oo oL o ‘ F 75.4677490 MHz
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Figure S29: °C Spectrum of compound 31
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Figure S30: Mass Spectrum of compound 31
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Table S2: In silico prediction of human targets for the title compounds based on the Parzen-Rosenblatt

Window classifier.

Entry | Predicted targets (with corresponding probabilities)
Amine oxidase
[flavin-containing] Epidermal growth
3a A 0.10 factor receptor 0.09 | Cocaine esterase | 0.06
Epidermal growth
3b factor receptor 0.75
Epidermal growth
3c factor receptor 0.69
Epidermal growth
3d factor receptor 0.69
Epidermal growth
3e factor receptor 0.64
Amine oxidase
G-protein coupled [flavin- Epidermal growth Cocaine
3f receptor 55 0.26 containing] B 0.08 | factor receptor 0.07 | esterase | 0.05
Epidermal growth
3g factor receptor 0.42
G-protein coupled
3h receptor 55 0.86
Amine oxidase
Epidermal growth [flavin-
3i factor receptor 0.08 | containing] A 0.06
Amine oxidase
G-protein coupled [flavin- Epidermal growth Cocaine
3j receptor 55 0.27 containing] B 0.08 | factor receptor 0.07 | esterase | 0.05
G-protein coupled Epidermal growth
3k receptor 55 0.07 factor receptor 0.07 | Cocaine esterase | 0.06
Liver
Epidermal growth carboxylesterase
31 factor receptor 0.16 Cocaine esterase | 0.06 |1 0.05
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