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Figure S1. 3D docking pose of A.Iand B. II, at EGFR ATP kinase domain.

Table S1. Docking scores of I, I, erlotinib and designed compound 6b.

Entry Compound Dock score
1 6b -5.463
2 I -4.950
3 II -4.067
4 Erlotinib -4.985
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Figure S2. Bar graphs representing percentage survival of normal cells, A. HBL-100 (breast); B. HPBMCs (Human Periph-
eral Blood Mononuclear Cells), upon treatment with investigational compounds 6b, 7h, 7j, 9a and 9¢ at 10 uM concentra-
tion previously incubated for 24 h.
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Figure S3. Bar graphs representing alteration in ROS as indicated by H.DCFDA assay in A. MCF-7; B. MDA-MB-231 cells.
The assays were performed in cancer cells previously treated with investigational compound 6b at sub-ICs0 concentration
for 48 h before analysis.
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Spectra for representative compounds (Figures S4-511)
H-NMR
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Mass Spectrometry
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