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Figure S2 3C NMR spectrum of compound 1
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Figure S3 '"H NMR spectrum of compound 2a
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Figure S4 3C NMR spectrum of compound 2a
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Figure S5 ESI-HRMS spectrum of compound 2a
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Figure S7 3C NMR spectrum of compound 2b
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Figure S8 ESI-HRMS spectrum of compound 2b



11,
6T
e
vET Y
8% Y
0S'T1
ﬁm.:w
€SI

81
S;\

89'1
¥6'1
LL'E
8L°€
6671
66'F 1
v0°S |
$0°S 1
SO'S Y
mo.L
B.&
80°S

€8°6~
LSS
68°S
€6'S
909
z1°9
TT9
8791
Noj
¥6'9

1TL]
L]
9L
pEL
S€'L
LEL
8€°L
90’8

e

16T
LA
#60°C
Amo.m
Ho.m

0'¢

60T

ROR

788°0
0T
=660

—

B

10°1

=860

Th‘o

Fe6°0

9.5 8.5 7.5 6.5 5.5 4.5 3.5 2.5 1.5 0.5 -0.5
f1 (ppm)

10.5

Figure S9 "TH NMR spectrum of compound 2¢

81
OL'LTN
PTET

/" CT —
Vi€

10

BO |20

-T
6 1€

mw.mm/
YTy —

¥9° ¢y

40

50

70l

N
\p

9

[co
e J
o~ O

o 0O
— K

80

fll (ppm

100

LITIL

S6'9TT //

00 ZTTY

OL %21
=Vt

19°6CI ~

,

£C°6¢C1 ¢

cQ 621

30 120|110

|

¥-O0CTE

€5°0€1

et

0

1AM R

SOST

|
66°9¢€1 g\\
I

SCTLYI %

/7 QCF

ZC IS5t

6C 9Ll —

90 180 [170| 16D | 150]| 140

Figure S10 13C NMR spectrum of compound 2¢



136-WUAB8-A#20 RT:- 011 AV: 1 NL:879E7
T: FTMS + p ESIFull lock ms [80.0000-1200.0000]

100 40820804

w
=

=41
=

-
=

@
=

38622610

Relative Abundance
= o
f==] f==]

[
=

41020374

=]
=

38822180 40222119

=

IT1A6TT6 331 29770
L

43018997
/ 35321017 | 415]23554 | 440_15%511 448.1I3SI4T 455;0347
T T T

T T 1
370 380 390 400 410
miz

=

1 1 T
420 430 440 450

Figure S11 ESI-HRMS spectrum of compound 2¢

10



0T'1
L1
6v°11
0S'11
1S
€571 7
85711

L9T
P61

9611
86°1 1
861 1
66 1
£€0°S T
$0°S 1
$0°S 1
S0°S 1
L0°S Y
LO°SH

01's”

€8s
98'c
68°S”
26°S
S0°9
119
129
LT9
88°9
169
61°L]
0T'L]
9T L1
TEL
€L
veL
9¢°L
9¢°L
8€°L

e

808

|

W

Lm\oo.m

Jm\oom

60°¢

-=]3L0°€
Hf I'c

| [E€°C
6'0
Sl
| b0 1
*€0°'1
00"
| [66°0
$18°0
11670
09

7960

-

=IL0

9.5 8.5 7.5 6.5 5.5 4.5 3.5 2.5 1.5 0.5 -0.5

10.5

1.5

f1 (ppm)

Figure S12 TH NMR spectrum of compound 2d

69° LI~
IR TAN
YLSCT—

0

10

30 |20

te6c

€TIP~
$9°2p L

40

sy’

5

mw@h/

Ucrr\

LELL

70 60

80

8I°TIIY
S8'911 ]
867911 1

YA "o i

90
f1 (ppm

Lo B 7 N §

85°sT1

L9 LT
00°8CI

20| 110 100

S6°8CI\

0c6c1 f
96621

£6°0¢€1

1<To l%b !

P Iel

Y6'9€1

15

CO/CT -Ir

€9°SH1 ]
om.:i

QZ'QCY
15 i3

6L9L1 —

190 180 170 16

L J L

Figure S13 13C NMR spectrum of compound 2d

11



136-WJA-66-A#17 RT: 0.09 AV:1 NL:1.21E7
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]

100+ 470.22391

Relative Abundance
o
o
I

] 464.23694
B 471.22726

465.23984

472.23080 475.23093 478.215247

463.26746 | 467.25232 | I 481.26099
. A1 A A 1
T T

0 [ RARA LA R KAL) AL LEAR L) RAALS RAAR LAY LRAR LAY AL LA LA KAL) LAY LAY LAAR] RARA) RARAS LARLY LA RAAR RAAL LA ALK RN | RARAS RARLY RAAAY LAAR RN s T
460 462 464 466 468 470 472 474 476 478 480
m/z

Figure S14 ESI-HRMS spectrum of compound 2d
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136-WJA-81-A#20 RT: 0.11 AV: 1 NL: 1.37E7
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]
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Figure S29 ESI-HRMS spectrum of compound 2i
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Figure S31 13C NMR spectrum of compound 2j
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136-XMF-2-13-17 #18 RT: 0.10 AV: 1 NL: 3.34E7
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]
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Figure S32 ESI-HRMS spectrum of compound 2j
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136-XMF-2-13-6 #22 RT: 0.12 AV: 1 NL: 1.15E7
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]
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Figure S35 ESI-HRMS spectrum of compound 2k
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136-XMF-2-13-16 #20 RT: 0.11 AV: 1 NL: 1.31E6
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]
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Figure S38 ESI-HRMS spectrum of compound 21
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136-WJA-69-A#12 RT: 0.07 AV: 1 NL: 7.83E7
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]

100+ 462.25500
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o
o
I

] 463.25824

46197073 464.25037
w0204 aorzagrr | aszserr 2 465.25290 466.89783

A L e M L L sy s et Rl i A LA A L s A LA Ml M A L e L)t Al LAY MM M M A s L T
459 460 461 462 463 464 465 466

m/z

T
467

Figure S41 ESI-HRMS spectrum of compound 2m
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136-XMF-2-13-3#15 RT: 0.08 AV: 1 NL: 9.50E7
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]

100+ 463.25021

Relative Abundance
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Figure S44 ESI-HRMS spectrum of compound 2n
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Figure S45 TH NMR spectrum of compound 20
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136-XMF-2-13-4 #17 RT: 0.09 AV: 1 NL: 7.02E7
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]
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Figure S47 ESI-HRMS spectrum of compound 20
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Figure S48 'TH NMR spectrum of compound 2p
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35



136-XMF-2-13-7 #18 RT: 0.10 AV: 1 NL: 4.50E7
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]

100+ 457.20306

Relative Abundance
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Figure S50 ESI-HRMS spectrum of compound 2p
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136-XMF-2-13-14 #17 RT: 0.09 AV: 1 NL: 8.23E7
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]
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Figure S53 ESI-HRMS spectrum of compound 2q
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Figure S55 13C NMR spectrum of compound 2r
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136-WJA-72-A#17 RT: 0.09 AV: 1 NL: 1.10E7
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]
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Figure S56 ESI-HRMS spectrum of compound 2r
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Figure S59 ESI-HRMS spectrum of compound 2s
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136-XMF-2-13-15#17 RT: 0.09 AV: 1 NL: 1.46E7
T: FTMS + p ESI Full lock ms [80.0000-1200.0000]

100+ 523.25055

] 517.26355

Relative Abundance
o
o
I

] 524.25397

20 531.27936
7] 518.26697 539.22430
101 529.23523 547.24573
507.25287 525.25592 ‘ 532.28271 537.32513 | 540.22729 54523230
509.26035  515.24683 522.24255 52625012 | |533.11469 | 1 542.19623 | |
O—trrerrepierhe ek et rrephey S A o Lea Liad udss Lasd Ut bates Vs s nea viasd udad s Lt L e et i e sy
520 525 530 535 540 545

m/z

T T
510 515

Figure S62 ESI-HRMS spectrum of compound 2t
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Figure S63 Representative photomicrographs of migration. Cells treated with the
compound 2f (0, 1, 2, 4 pM) for 24 h.
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Figure S64 Representative photomicrographs of invasion. Cells treated with the
compound 2f (0, 1, 2, 4 pM) for 24 h.
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Figure S65 Representative photomicrographs of migration. Cells treated with the
compound 2f (0, 2, 4 pM), with or without 30 ng/mL TGF-p for 24 h.
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Figure S66 Representative photomicrographs of invasion. Cells treated with the
compound 2f (0, 2, 4 pM), with or without 30 ng/mL TGF-p for 24 h.
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