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FIG. 4A

Example |Structure MW (Rt Uv Syk IC50
No. Code
700 340.43MS: T
N consistent
| ] with the
i o structure
CO e
NH
: ;Hz
701 /@\ 340.4334 1 —
NH O
i
A
N
fﬁf )
702 314,35 Heet
Ry
=
H o o
= H,
0 {
H
NH,
703 N 1342.4 TS
= NH
= N
O N/“\ >
H
N+
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No

Example

MiH+

Syk IC59
Code

704

ES(+) MS
IM+H]}=357
MS+ 357
Turbo Spray
MS
[M+11=357

——

bk

706

[Turbo Spray
MS
[M+11=330

H+

707

[356.43

ES(+) M5
M+H]=357

Heok

708

380 45Turbo Spray

Mass Spec
IM+1]=380

H++




MH+

Example |Structure MW uv SvkIC50
No. Code
709 328.38BES (+) MS R
[M+1]=328
Turbo Spray
H O M3
M\N M+1]=329
l = -
H
e
o]
710 o 329.36ES(+) MS +
: [M+1]=330
H:AAKC\‘
H o o
M\NH,
W
.
711 356 43M+1= 357 H
- : r'\H O
T ™
H N/\
H
O
712 356.43M+1=357 +
NH O
N NH,
H N/k
H
0
713 356 43M+1=357 [+
0
|
NH,
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|Example

Structure MW |MH+ uv Syk IC50
No, Code
714 o rﬂz.s 4133 "
715 - 1358.43[Turbo Spray [243.7, H
\/@\ Mas Sped 244 0
: N O IM+1]=355
N,
A
o
716 1356.43M+1 =357 -
o
s
"
Nr,
7 342 4 M+1= 343 -
H o
j Ry
Hy
H
Q
718 358,43m+1 = 357 I

A
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Example |Structure MW  |MH+ uv Syk IC50
No. : Code
719 ~o 403.4 Turbo Spray [205.9, +
S 235.1,
v@\w [M+1]=404 D92.8
) Q
R
M
o
Q
a
720 379.22[Turbo Spray  [241.8, b
z | S [M}=37¢, [288.5
R Bromine
B tH O patteren
m/ﬂ\; -
A
‘ o
721 343.39Turbo Spray 1239.9, H
| MS 1284.8
H . IM+1]=344
H
krNH,
722 K 419.49Turbo Spray [205.3,  #
o E\AS 2431,
O M+1=420 2768
Q.
-
! o
H\Kr»‘
723 376.42Turbo Spray  210.7, M
S 240.0,
NP [M+11=377 1282.8
ST,
| o
hH,
o}
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Example |Structure MW \MH+ uv Syk IC50
No, Code
724 365.42Turbo Spray [202.9, t
= MS 230 .4,
WA IM+1)=386 [283.5
R H O
HNT Y%
DS
HN)\
NH,
725 358.39Turbo Spray [202.9, +
W ] MS 246.1
M+11=360
o] l N N
H
Lm
726 473.48Turbo Spray 1205.9, b
MS 244G
IM+1}=474 P76.8
= | Nt O
5 L
- N N
[ o
krm
727 “Z23.45Turbe Spray  204.1, Heet
" MS 2499,
[M+1]=424
o]
728 435.49Turbo Spray 200.4, +
MS 241 8,
iM+1]=436 [2B2.9
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Example |Structure MW |MH+ UV Syk IC50
No. Code

726 18.48Turbo Spray  [201.0, H

! MS a2,
5 M+1}=420 [280.5

730 370.46m+ 1= 371 -t

731 % B72.39ES (+) MS H+-+

[M+H=373
Turbo Spray
MS

M+1]=373

732 474.35Turbo Spray  201.0, o
MS R243.1,
[M+1]=473.9 2782

733 439.81Turbo Spray [233.9, [
MS 2486,
iM+1]=441 300.2

N O
Y XL,

5
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Example |Structure MW | MH+ uv Syk IC50
No. Code
734 _ 473.46Turbo Spray [201.5, v
P y MS 2431
- . [M+1]=474
0
] .
krNH?
735 484.36Turbo Spray +
H MS [M]=484,
B’U Br
_ S L .
|
H
kl,m,
36 387 44ES (+) MS n
" ‘ [M+1]=388
< -
o}
737 412.48ES (+) MS ——.
H M+11=413
ES(+) MS
@ Q [MVi+1]=413
S ]
D
H
krw,
7IR 36843ES(+) MS 02,5,  po+
IM+11=370  [241.4
© . 0

Ll
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Example |Structure MW MH+ uv Syk IC50
No. Code
739 o 368.43ES{+) MS 213.2, H++
[M+1}=670  [246.2,
HHKQ\V 303.0
H o}
HNA(
o
740 o 1343.39E3(+) MS 212.0, +
iM+1]=344 2361,
\JKQ\‘ 301.8
H
H o
Jo
H/NH,
741 484.38Furbo Spray [202.2, B
w F | MS 244.9,
S [M+1]=4B4 (1 276.8
B/©/ H O Bromine)
© S
|
H
H/NH:
742 W08 45[Turbo Spray [244.9, 5
H M3 1300.2
M+1]=4
N v o It JR407
N O
H "
K/”H?
|
743 408.44[Trubo Spray [201.8, H
M3 [241.8,
M+1]=400 [294.0
"
H
er
4]
F
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Example | Structure MW |MH+ uv Syk IC50
Mo. Code
744 ¥41.54Turbo Spray [238.4, [+
MS 284 .1
o [M+1]=442
H ©
H
e H/NHz
745 360.39Turbo Spray [243.2 H
E MS )
“ 7 [Mi+1]=361
S g o|
| N "
746 K06.45Turbo Spray &
MS
fMVi+11=407
o
NH,
747 e 347.35[Turbo Spray 237.8, -
MS 282.9
" [M+1]=348
MO
o
NS N,
AN
H,m
748 358.4 [Mi+1 = 359 .-
H
0
=
|
e
o}

1371440




Example |Structure MW  |MH+ uv Syk IC50
No. Code
749 P28.38M+1 = 383 +
/©\N'| 0O
X N
H
o
750 382.47M+1 = 383 b
| "oF
H;N\fo S
B
H
751 a 414.83M + H = 200.4, H
: 414.9 244.3
s/ [
e NH IO
jons
o]
F
752 M 445 49M + H = 445 -
N
Hi
H/NH:
753 ' 338.421338.2 (M+1) He-b
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Example |Structure MW MH+ uv SykIC50
Na. Code
754 396.5 M+1 =397 4
/©\~H o
HN_ 0 ! N ",
A
H
755 370.41M+1 = 371 Tt
HO.
NH @]
L0 A ey
s
H
756 372.43M+1 = 373 n
NH O
O
HIN\iN)I\\ NH,
__.,K\ H
757 340. 39M+! = 341 =
/©\NH )
H,N C J\
2 \\ NH2
N/“\
H
758 1354 41 M+ = 355 b
NK O
0 AL }\NH,
|
H
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Exampie |Structure W |MH+ uv Syk IC50
Na. Code
759 458.44Turbo Spray [202.5, +
MS 2418,
IM+1]=489 [284.0
2 s}
T
Fo S H
W?‘L
F
o
760 329, 36MS: 330.2 (M He
JON "
NH O
S NH,
KN~ N)!\ P
H
O/\‘NH?
761 341.42342.1 (M+1) H++
342.2 (M+1)
NH O
HQ\MNH:
H
NH,
762 354 461355 2 (M+1) s
H O
™
H
NH,
763 1368.48368.2 (M+1) ————
NH O
rx/l\j‘\m
!
M
NH,

1%
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Example |Structure MW  MH+ vy Svk IC50
No. Code
764 345,36 Turbo Spray 1204.7, H+
MS 238.8,
H M+1}=346 [295.B
N D
O S "
PN
HY
k(m
765 1329.36MS: 330.1 (M -
= NH )
: NN
N A A
'\H(\ N
o M
766 354.45/355.2 (M+1) ot
l NH O
N=" NH,
N/K\
& NH:,H
767 463.5 MS: 464.1 (M "
é > + H)
P /©\N
o—( H ?
NH
N\I N
o]
768 i 1383.46384.2 (M+1) Hrbe e
|
0! 0
NT |
H
N,
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ixample Structure MW MH+ uv Syk IC50
0. Code
769 320.36M8S: 330.1 (M Hr
[ j + H)
NH 0
H X Ny
H.zr\ Ao
H
o
770 376.41377.1 (M+1) n
e $
H
NH,
771 376.41377.1 (M+1) Mo+
\
F K ©
F i
NF | H,
H
NH,
772 343.39Turbe Spray 237 8, H
m MS D677,
[M+1]=344 [P73.6,
i Ho O 303.9
H
krm
773 426.5 [Turbo Spray +
~ S
S M . IM+11=427
f
L,
H a}
o] o ",
i
H’




Syk IC50

Exampie |Structure MW M+ uv
No. Code
774 425.52[Turbo Spray [238.8, ‘&
/Y MS 285.4
}:Jw [M+1]=426
N0
0 " N4
A
krm
775 395.43Turbo Spray 245.5 +
o, [E
;H [V+1]=395
N O i
== N,
O
l\/f\Hz
L
776 413.46Turbo Spray "
H MS
M+11=41
N——S o) 1 S o
H
]\rNH;
777 ,P o K404.49405.1 L
NH NH,
/
NN
- i
m
NH,
382.47383.2 (M+1) -+

778
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Example |Structure MW (MH+ uv Syk IC50
No. Code
779 354.46355.2 (M+1) H
H O
len
QW
NF,
780 326.4 1327.2 {M+1) -
g
Sy
NH
H Ml\
i
781 347.4 1348.2
O 0
%
02:N§-i NH,
/
Y
>:“'_"""N
NH
782 368 403652 (M+1) +
H O
NF H,
H
NH, :
783 368.45368.2 (M+1) Heet
H ©
N l H,
H
NI—',
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Example |Structure MW  |MH+ v Syk IC50
Code

No.
408.44[Turbo Spray b

T84
MS
/@ IVH+1]=409
' M o

F

4268.5 [Turb Spray  241.8,
WV

| 785
@ Wsﬂ 27 548
: +11=4
QN\’S/ i

786 368.49369.2 (M+1) B+
=
s ‘
NH 8]
Sy
3]
Ne,
787 364.43385.2 iy
\ 8]
A D e
©C
NN
—h
‘——(—NH
NH,
788 379 47|MS: 380.2 -
o, [P
N O
AJ ™
N\\\\ L8
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Example |Structure MW  IMH+ uv Syk iIC50
No. Code
789 340.43341.2 (M+1) L+
WO
-
NT" | NH,
H N)\\
H
790 340.43341.2 (M+1) b
N O
T)j)km
I
791 - B370.48371.2 (M+1) TH
o
:L N0
N
A
H
792 c 430 47[Turbo Spray [201.0, %
HJ@\ MS 238 .4,
[M+1]=431 F92.1
MO
ol
TSN,
P
HY
krm
793 408.45Turbo Spray 1239 4, H
/Yy MS 84,1
- o [M+1]=410
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Example |Structure MW |MH+ Yy Syk ICs50
No, Code
794 58.981wrbo Spray 2022, I+
7 \ H MS{M+1]=450238.8
R O :
5 N\m_
HN)\N/
H/NH:
795 340.43ES{+) MS 12405 H
/@ M+1]=431  1262.7
SN0
s LI\HZ
pe
H
NH,
796 360.44361.1 i
0
NH \\—NH:
NN
e
NH,
797 351.41MS: 352.2 (M b oo
/@\ H)
=
N,;', b O
= N,
A
H
N,
798 3744713751 e
o]
NH NH,
s NN
=
H
NH,

23/140




Example |Structure MW  MH+ v Syi IC50
Ne. Code
799 408 47407 .1 b
o
H H,
3 VAR
=N
NH
NH,
800 312.36313.1 (M+1) et
| 313.23 (M+1)
: NH O
m ’
| R
m-{z 3
801 351.41M8:; 352.2 (M He oo
MS: 352.5 (M
e H)
. tH 0
ST
#t
NH,
802 325.33MS: 326.1 (M e
B - K
L
N/? N O
ST,
Hz/\’/y\ !
f\/\/
0 H
803 316,37 a:)awj (M [+
n;‘
/©\NH 0
HO
= J\NH2
H e
H
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Exampie |Structure MW MH+ uv Syk IC50
No. Code
304 _ 3965 [397.2 -
9]
Y
NN
e
NH
N,
805 433.48/434.1 e
NV o)
o S N NH,
N
=N
NH
NH,
806 o H75.571476.1 ——
AR
) NH NH,
o’ N/ —
N
==
MNH
NH,
807 388.48383.2 (M+1) Fott
Q
2
lH o
NF NH,
Sy
H
NH,
208 386.48389.2 (M+1) Heebh
N D
N7 | N,
N/l\\\
H
w4,
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zxampie Structure MW [MH+ uv Syk IC50
o, Code
809 o 418.51420.2 H
% \
S NH N,
0O NS
NN
TN
_—(—NH
NH,
810 340.43341.2 +
- : "Nk ]
H,N
i = NH,
N)l\
H
811 254.461355.2 (M+1) H
MO
N/i ' "N,
N/K\
H
N
812 432.53M8: 433.2 {M -
+ H)
zf©\w o
|
SN,
By
H
N,
813 5 409 5214102 bbb
S
O
=N
Y
)=
o
NH,
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zxampie Structure MW MH+ by Syk iC50
[} Code
814 314.39315.2 b
- : “NH O
NT J\NH2
HZN\/\/\ I
H
815 5 352.4 [353.1 [+
NN
=
"
. NH,
816 o 1368.45370.1 et
=N —
NN
=
NH
NH,
817 342.4 [MS: 3432 (M et
H+ H)
VO/QT\H 0
= N,
PP
H
Nr,
818 o 70.44371.2 et
3 \> < >
| NH
Ny h
. N
-
™
. N

27/140




(M +H)

Example |Structure MW  MH+ Cuv Syk IC50
No. Code
819 N o 1383.43364.2
NN
-
___(7NH
NH,
820 283 45MS: 394.27 [
& (M + H)
N
131 o
w7 H,
H
NH,
821 383.46MS: 304.27 sy
3! b V
@
2y H O
N i H,
H
A
822 330.39331 (M+H) e+
331.2, 332.4
331.28,
NH O 332,35
1331.4, 332.5
= NH,
|
\N\N)\
H
823 KO8 47MS: 409.32 Hr

28/140




Exampie |Structure MW MH+ uv Syk IC50
No. Code
824 344,420345 56, .
: 346.27
NH o]
' = NH,
/\W
H
NH,
825 358.45359.78, et
| 360.32
i \!?EH o)
|
N
NH,
826 " 407.44408.4 (M+1) L
N/
“ {
827 348.38348.04, -
N 350.14
= NH O
= NH,
|
H
N
828 344 42345 5, 3485 T
g
= H 0]
DR
~
H
NH,
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Example |Structure MW  MH< uv Syk IC50
No. Code
829 358.42MS; 359.3 (M -y
F + H)
MS: 35684
(M+H)
rqu o
@)\W
N/‘\r\ .
H
N}.{}
830 358 42MS: 359.3 (M e
+H)
NRH 0O
F
Co e
N'/L/,
H
N
831~ 1383.46/384 .4 He -
o}
M “ o
H
Q Mf%
gy
H
N,
832 387 4B398.3 H
PON
) J\m NGO
o= N
|
N/I‘\/
H
833 4092.40410.4 bk
QL
% Hoo
H
o= N,
NJ\/
H
NH,
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Example Structure MW MM+ uv Syk IC50
No. Code
834 413.48414.3 e
QN
OH N NH O
-~ =
] N,
N')\/
H
N
835 389 464003 —
O .
I
- NT N4 O
NN,
A
H
836 344 423457 346 4 n
g
\O ! R H,
AN
NH,
837 o o 404 49405 3 ++
NH NH,
//
NN
A=
e
H N
838 1455 561456.3 b
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Example |Structure MW MH+ uv Syk IC50
MNo. Code
839 455.561456.3 i+
N——/——O
H NH,
840 425.541426.3 [
R4 471.56472.3 +
842 471.561472.3 "
843 ﬁ41.54 2.2, 442 8 +

32/140




Exampie |Structure MW  \MH=» uv Syk IC50
No. Code
R44 408.471409.3 +
845 . 4204814243 M
N/=N
7
G
HH e
N
I
s 4
L
846 o K00.48401.3 st
Q—Mj -
Jo NN
H =N
847 o 400.48401.3 3
/-/C)m—(: :}——NH NH
o N N\
_\H =t
O
o NH,
848 408 47MS: 409.2 (M -
/”ﬁ/ H H)
N\
\N/\QN”
0
Sy
I
M
NH,
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Exampie |Structure MW  |MH+ uv Syk ICs0
No. Code
849 427.9 [MS: 428.3 (M H
'%! b
<
N”
NH O
S \"NH,,
'
NH,
&30 N 408 .47409.3 -
O
a]
K H,
oo
=
s H
NH,
851 — MG7.48MS: 408.3 (M b
e + H)
PAY
H O
D
M
MK,
852 408 47MS: 400.3 (M ++
v + H) T
N 3
N/
‘J: SNH O
o= NH,
. N/& =
« H
NH,
833 426.91MS; -
KM27.2/429 1
{MI/M2)
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Example |Structure MW (MH+ uv Syk IC50
No. Code
g54 N 450.55MS: 451.4 R+
/\/\{ EN ﬂM-&-H)
D/L@\
TR
T
N)\hr/
H
N,
855 . K385 IS 430.3 P
,Q‘“)\ (M+H)
| SN
™. o o
“fi'ﬁ)\””’
; ‘*g/‘\(
M-.Y
856 304 44MS: 3853 RUER,
) (M H)
D
o
ﬁLM
HN)\
N,
857 R68.49MS: 388.2 o+
(M+H)
NH O
N7 NH,
gy
b
NH,
858 . 426:91MS: . ——-
"27.2/1429,2
z‘ﬁ (M/M+2)
oY
..,
RN "
! =
p
NH,

35/140




Exampie [Structure jmw MH+ ]uv Syk IC50
Mo, Code
859 5 384.441385.3 frre
O
NH
°‘<\ >—\ F
NN
- N
0o
H NH,

860 365.44MS: 366.3 .
S . (M+H); 388.3
N//\©\ (Mi+Na)

NH O
= N,
A
o
N
861 N R65.44MS: 366.3 r——
#Z (M+H); 388.2
M+Na)
C
NE/‘\/KNH,
i |
e
NH,
862 N R79.47MS: 380.3 L
: RN (M+H), 402.3
| = (M+Na)
/ !H Q
N/l@)\%
H
WK,
863 358.421359 3 -
' 0
NH H,
N
=N
o
3 -:'NH,
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Example |Structure MW \MH+ uv Syk IC50
No. ' Code
864 _ 15 40MW=419 48, T
QO © M+1=420.2
o]
WH,
N \/
\H >:\'
,'\‘ H
H N,
865 394 . 44MS: 385.3 b
N/\\ﬂi\} (M+H); 417.3
N N
l\)\{\ﬂmE 0
N\M
A
N
366 3 BTE.BAES(*) IS 140, e
. ] M+1F=378 2487
Fo |
Sy ?
o
N,
867 i 362 3BES(F) MS 2467 w4+
WM+11=363
L
O
f
\\/!\“H
A
b,
568 0.43ES(-)MS _ b314, R
©[ IM+1]=341 2467
MO
M'\*‘E
A
H
NH,
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Example |Structure Mw |MH+ uy Syk IC50
No, Code
869 N 427 3YMW=421 4, n
(\,N +1=422.2
N--n
O
F 4 \
H ONH
§70 408 47|MS; 408.3 (M M+
-
871 442 5214433 w
NH,
872 367 4ZMMW=387 2, b
LN M+1= 368.3
Ny
O
H H.
N
Nd/’_‘\g_“
Z=~
H ONH,
873 408.49MS: 407.2 Hr ot
4 | (V+H)
NH ©
i e N,
Al
H
NH,
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MW iMH+

Exampie ov Syk IC50
No. Code
874 m74.58475.3
o—, r
- .
S ¢ N
NN
o i
Ehitd
H,..-' NH2
875 sy 454 .54MW=454 5 ——
A M+1=455.3
o
(O
Wl
IS >wu
- H
H ',
876 ! 4025 403 4 a——
CL.,
A
“ |
H
5"
1877 42652477 3 s
O
o
N e,
I
-
Comme
W NH,
8'};8 382.4860 mg b
@H .
NFT ' H,
H
R,
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Example |Structure }MW M+ uv Syk IC50
No. Code
879 436.52]MS; 437.4 ey
~ (M+H)

880 4341.571492.3 b
881 455 521456.3 "
882 . 475 574 76.3 Fr

/
N\ O
Og‘é} NH NH,
ha |
H %N
NH
H: WH,

883 408.47AS: 400.4 (M "
>=N\ xa H)
Nﬁ{“&[j\

I]\'H o]
R
N/K 7
H
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Exampie |Structure Mw MK+ Uv Syk IC50 -
Na, Code
884 oy 383.451384 4 ot
\ |
gl e}
otsa
.
H”/k“)
N,
885 45758458 vy
MW=457 6
M+1=458.4
o]
ar
NN
[x]
886 ; 462 55MW=452 5; -
° M+1=463.3
i /
\_/
[}
T —
H Oy
Q-m’n
™
887 344.42345.4 —
888 MA48.511447.2 [ra——y

417140




Example |Structure MW \MH+ uy Syk IC50
Ho. Code
889 366.471367.3 Hr

N
H =N
NH
HS NH,
890 353.391354.3 . e
S

WA,
891 N 353.391354 3 b
LN _
O
H H,
. N/ \
H \
N,
892 , 342.45343.3 et
H @]
N¥ ‘ H,
+
NH,
893 93 46394 3 s
AN
@
/
G
N N,

a
.
P&N-—O—w-

42/140



Exampie |Structure MW  (MH+ uv Syk IC50
No. Code
854 3725 1373.4 "
H O
N ‘ NH,
3 s
H
NH,
805 3B6.521387.5
| R
o
NF ' H,
s N)\
H
NH,
896 ~ 368.49389.4 +
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FIG. 4B
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FIG. 4C
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FIG. 5

Examb!ﬁStructure MW MH* UV [Syk
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No. Code
1098 N 338.38  [338.1 -
( :
N N
NN
=
_(—m
N+,
1099 N 384.47 13BSA n
TN 0
N NH NH,
NN
: H
NH,
1100 N 400.47 K081 H-
TN o
N \ NH H,
N/ .
NH
NH,
1101 377.45 1378.34 -
N |
N
[N | N
N/K\
H
b,
1102 I ' =
NH O
N/
|
H
A,

91/140




Example Structure Mw MH+ Uv Syk IC50
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