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Table S1: EFGR reported inhibitors.
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Table S2: EGFR inhibiting compounds generated from molecular editor and inspirator mode of SeeSAR via
adding and replacing atoms and group of atoms. (The orange highlighted portion of compounds are representing
fragments generated by ReCore).
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Table S3. HER3 reported inhibitor analogs.
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Table S4. HERS inhibiting compounds generated from molecular editor and inspirator mode of SeeSAR via
adding and replacing atoms and group of atoms. (The orange highlighted portion of compounds are representing
fragments generated by ReCore).

No Structure of compounds No Structure of compounds
6i i Z TR
| L | NH
C H
A\gf;/ I\’/\\(!J M JV_A_\N“,\l
| e ]
6k L i -
) MH o
. O H Y o g
M ““/'A‘N‘ N ‘__>-'Lw.\,_f._L__ s
;J\g -~ f\EIJ ”'\._._. ‘_h__[h___]
.J'-.- ?
::""'l i T L
} -H-«. . L i [ ]
:rJ LY 'r,-'[':"n"'l i
b - )
6o e o 5o
: NH o=
' 0. H, e
N “'/A‘N f\l . -H\N__f_;_ 1
:'_‘,."'- I\/['_'I __”"'} _LTI.:__‘_'I

6 - = —
| @NH o~

o 6t | - Z
MH
L—.;:' i N{,kg\

6u 6v T;—Q\
. _ NH
@NH . {J\@E

ow "{ 6X !t“‘::;




6 6 | [#]
X L
F N |
7a 7b 1
oy @ ;
’\J_Q;_J,‘[:[.::#ﬂh#x - HN)\
%
7c N i 7d O’D i
N.—" H
OSSP F NAU
™ ™
; \@DJ /j; o
78 7f D“-‘ (\0
s S
Er a H
L
79 7h o
F
F F o H
- V—"‘-No
%ﬁvﬁﬂ*'\g) %‘3; @
o~ k/
7i 7] :
e
o~
F DAY
7k o n
o ~H. 0. ~H.
: E’I @ : E;E @
m F b n F b
: %ﬂaf% %ﬂwﬁﬂ
.D"-‘ @ .D"'-‘ @
70 F H H 7p g i H
D%H. D%H.
Raaceas Raneeas
7q i




7 7t .
| 8y
H
7u g_& v H
__f?_”: IS ¥ OV"‘H”\]
E“‘:" RN
| e
H 4
w X H
o Br \ N
e, H/Y ~
0]
N
HN~
L O
0k
0
F {}“v“"‘."‘n‘ %{}M‘H'
0 bge
" ’{h@ Y7
) H ) H
F GV"‘“‘H* %ﬂvﬁ.‘ﬂ,
C'/ I\r} C.""-‘ I\:j)
8c 8d | ]
. g
%ﬂvﬂ+n D"‘ I\}
o~ I\f’
8e 8f [r
F F
. U
89 F\jﬁ@ 8h F 3
F D‘-.-""‘"H‘ %’DN‘
DA®! S
8i F 8 e




