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Table S1. Percentage of Src inhibition at 100, 10 and 1 pM for compounds 2a-s.

Cpd % inhib Src % inhib Fyn % inhib Abl
100pM | 10 pM | 1 pM | 100pM | 10 uM | 1 pM | 100pM | 10 pM | 1 pM
2a N.D. 90 N.D. N.D. 90.7 X N.D. 72 X
2b N.D. N.A. 24 N.D. N.A. N.A. N.D. 23 N.A.
2c N.D. 27 16 N.D. 64 33 N.D. 35 18
2d 99.5 34 N.D. 26 8 N.D. N.D. 24 NA
2e N.D. N.A. N.A. N.D. N.D. N.D. N.D. 26,3 NA
2f N.D. 79 N.A. N.D. N.D. N.D. N.D. 67 3
2g N.D. 93.6 433 N.D. N.D. N.D. N.D. 83 33.5
2h 98.3 12 N.D. 82 57 N.D. N.D. N.A. 34
2i 98.8 56 N.D. 19 15 N.D. N.D. N.A. N.A.
2j 95.3 5 N.D. 38 13 N.D. N.D. N.A. 39
2k 99.2 50.3 N.D. 66 47 N.D. N.D. 39 N.A.
2 N.D. N.A. N.A. N.D. 10 19 N.D. N.A. 40
2m N.D. 67 N.A. N.D. 20 2.50 N.D. 18 15
2n N.D. 13 11 N.D. 23 16 N.D. 18 5
20 N.D. N.A. N.A. N.D. 8 N.A. N.D. N.A. N.A.
2p | N.D. 55 14 N.D. 60 15 N.D. 12 N.A.
2q N.D. 48 29 N.D. 78 24 N.D. 25 20
2r N.D. 7.5 N.A. N.D. 75 48 N.D. N.A. N.A.
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ciclo-6Ar

Pulse Sequence: s2pul
Solvent: DMSO

Ambient temperature
GEMINI-200 “"gem2000"

Pulse 28.8 degrees

Acq. time 2.000 sec

width 4000.0 Hz

512 repetitions
OBSERVE  H1, 199.9427173 MHz

2.519
2.511

2.527
.

DATA PROCESSING 8 Q
PT size 65536 “
Total time 17 min, 58 sec by
 F |
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L L e S S B B e e e B e B e B B S T T
13 12 11 10 9 8 7 6 5 4 3 ppm
— el e w e
4.63 14.31 4.82 9.45 21.52
12.22 - 25.83 4.80 2.42
pCléMeciclo
. aln
Pulse Sequence: s2pul N ® ;: E: 2.
Solvent: DMSO T e[
Ambient temperature J
GEMINI-200 "gem2000"
Pulse 28.8 degrees
Acq. time 2.000 sec
width 4000.0 Hz
272 repetitions
OBSERVE  H1, 199.9427173 MHz -
DATA PROCESSING g
FT size 65536 -7
Total time 17 min, 58 sec kj
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4.22 5.11 10.44 34.64
20.10 5.25 5.64 14.60
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T size 65536
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136
a2

7 . |
| U I
on Ho
A
— —————————— D B S e T - - o ey
13 12 1 10 9 8 7 6 5 4 3 2 x
e T ale ’ T wa Tie
s s.60 e 15.08
pCléprop C1 5
©
Pulse Sequence: s2pul 0 @ o
R
Solvent: DMSO S N ]
Ambient temperature Y kJ .
GEMINI-200 "gem2000" £ )

Pulse 28.8 degrees

Acq. 2.000 sec

width 4000.0 Hz

192 repetitions

OBSERVE  H1, 199.9427173 MHz
DATA PROCESSING

FT size 65536

Total time 17 min, 58 sec

0.8€3

IS
8
R
N

8.003
;—7.295

/_
\—7.lll
£.812

7.338

4.428
4.347
/—2.551

T T T ] T T T T T T T T T T T T T T T T T T T T T T | T T T T T T T T T T T T T T T T T T T
9 8 7 6 5 4 3 2 1 ppm

e c s e — — et ——

2.86 3.54 7.35 28.34 11.13



10.45

+0.40

+0.30

10.25

10.20

10.05

+0.00

0.0032

+0.0030

+0.0028

+0.0026

+0.0024

+0.0022

+0.0020

1-0.0018

+0.0016

+0.0014

+0.0012

+0.0010

+0.0008

+-0.0006

+0.0004

-0.0002

+0.0000

A-8a o - -
sa(coa,)? ? 32552555.’555.‘,@53 b rbeekl BEEEEEEEE “_'\':'\.\’!;/5
(]
F
0
“‘;:-\,../‘l\u/’\uh T/n\“f
s i
NN AT
|
-
I
A J” ]_.u 1 A |
i y Y g M Y
] g Shé 3 Bg_ -] 8
S El ~Nm - - - -
T T T T T T T T T T T T T T T T T T T T T T T T T T
115 10.5 95 90 85 80 75 70 65 ff.o(m'ss 50 45 40 35 30 25 20 15 1.0 05 0.0 95
A-8a 28 R -1 - 2R 2 = 8 ]
8a (CDCly) 388 B2 Aa% g 4 § 3 % g
o \eo N/ | N | | |
?
”’S\,/!\“/'\u“ T !
TS |
NN A
|
a
||
1 1 ” 1 ' 1 1
1
] 1
i “ | | || l L
T T T T T T A T T T v T T v T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 0 80 70 0 50 40 30 20 10 0

f1 (ppm)



CG66

Pulse Sequence: s2pul

Solvent: DMSO
Asbient temperature
GEMINI-200 "gem2000"

Pulse 28.8 degrees

Acq. time 2.000 sec

width 4000.0 Hz

112 repetiticns
OBSERVE H1l, 199.9427173 MHz
DATA PROCESSING

FT size 65536

Total time 17 min, 58 sec

2.517

\—7.328

7.3%2

—7.479

1.995

5.083

—5.243

4.980

—S5.011
2.881

r—5.702
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1.936
1.79%0
1.690
1.627

—_——————1.563
+—1.503

1.430

1.371

1327

1

CF3,POC13/DMF

Pulse Sequence: s2pul

Solvent: DMSO
Ambient temperature
GEMINI-200 “gem2000"

Pulse 28.8 degrees

Acq. time 2.000 sec

width 4000.0 Hz

512 repetitions
OBSERVE H1, 199.9427173 MHz
DATA PROCESSING
FT size 65536

Total time 17 min, 58 sec

8.808

7.369
7.349

7.503
.
2.520

7.524

5.204
5.163
5.072

5.724
—5.101




6Axr C1

Pulse Sequence: s2pul

Solvent: CDC13
Ambient temperature
GEMINI-200 "gem2000"

Pulse 28.8 degrees
Acq. time 2.000 sec
width 4000.0 Hz
48 repetitions

ORSERVE K1, 199.941

DATA PROCESSING

FT size 65536

Total time 17 min,
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9 8 7 5 4 2 1 ppm
[ " [E—— [R I —
13.35 36.71 6.51
7.25 21.79 14.38
©G63
Pulse Sequence: s2pul E o
. 22
Solvent: CDC13 - e v @
Ambient temperature 3 o
GEMINI-200 "gem2000" N J) = 1
- \\
L )“N/\N/N U
Pulse 28.8 degrees \(@ U
Acq. time 2.000 sec
Width 4000.0 Hz
144 repetitions
OBSERVE  H1, 199.9417676 MHz
DATA PROCESSING
FT size 65536
Total time 17 min, 58 sec
o
L
ghandy
Te0r
NN
5
s
S« s
o~
L a
) ®
B
B
mn J AJLJ\.__‘,
T T T T T T T ! T T T T T T T T T T T T T T T l T T T T T T T T T T T T T LI
10 9 8 7 5 4 3 2 1 ppm
[a—— [a— [ [E—— ) [ [— [ R —
1.05 26.28 6.32 13.28 13.53 8.61
3.79 5.93 6.84 3.94 7.01 3.42



ca62 T

[;))},,n .
Pulse Sequence: s2pul ' L‘ ) E
AN i
Solvent: DMSO ¢ o
Ambient temperature ® |\
GEMINI-200 "gem2000" @ -
- o
L o2
Pulse 28.8 degrees ~_ <
Acq. time 2.000 sec RS
Width 4000.0 Hz .i._-j)
64 repetitions @
OBSERVE  H1, 199.9427173 MHz » & 3 -
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FT size 65536 E2g g0 -
Total time 17 min, 58 sec 2“«'|\I
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