Table S1. Structures and EGFR inhibitory activities of 128 known EGFR inhibitors.
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No. Class R4 R, R; R4 Rs plCsy BMLR R

1 A - - - - - 6.46 6.09 6.28
2 A Me - - - - 6.04 6.32 6.26
3 A Cl - - - - 763 7.21 7.38
4 A Br - - - - 7.56 7.39 7.77
5 A I - - - - 7.09 7.67 7.15
6 A CF; - - - - 6.23 6.32 6.15
7 A Br NO; - - - 6.04 6.17 6.40
8 A Br OMe - - - 6.45 7.68 7.23
9* A Br - NO, - - 6.00 6.22 5.98
10 A Br - OMe - - 8.00 7.47 7.68
11 A Br OH OH - - 976  8.78 8.92
12 A Br NH, NH, - - 9.92 858 8.74
13 A F - - - - 725 694 701
14* A - OMe - - - 7.25 6.71 6.84
15* A - NH; - - - 6.11 7.08  6.90
16 A CF; NH, - - - 6.24 7.22 6.89
17 A - OMe - - - 6.92 6.38 6.71
18 A - - NH, - - 7.00 6.85 6.68
19 A CF; - NH, - - 884  7.38 7.73
20 A F - NO, - - 521 5.82 5.73
21 A Cl - NO, - - 6.09 5.99 6.32
22 A | - NO, - - 6.26 6.31 5.80
23 A - OMe OMe - - 753  8.23 8.14
24 A F OMe OMe - - 8.42  8.68 8.58
25 A Cl OMe OMe - - 950 881 9.29
26 A | OMe OMe - - 9.05 9.08 8.99
27 A CF3 OMe OMe - - 961 893 9.35
28 A Br NHMe - - - 839 810 7.71
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128* C Me HN\_/\N\/Z - - - 845 8.36 8.32

Note: *: test set; BMLR: Best multi-linear regression; GS-PPR: Grid-search — projection pursuit
regression.



