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Figure S1. Biological Activity
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Suppl. Figure S1. Dose-dependent cytotoxicity of compounds in cancer cell lines. Cells were treated with a serial of dilutions of each compoundin three
replicates in 96-well plates for 4 days. and cell viability was measured using MTT assay. Shown in each figure is dose-dependent response of the indicated cells

to the indicated compound. with the dotted line signifying the IC;,. ND, not determined (>500 uM). NCS =1, PAN =2.JGS Nc 246=29.JGS_ME 132=30.
JT_3_85=31,JGS_Nc_248=33.



Selected Spectra
Figure S2."H-NMR of 6

OH

° 0 35228
g @ B

OH O
6

—13.74
8.79
—7.00

G (ddt)
4.09

096] —
1.0
0.99-=
2072
1.029

3.97
3.95

t

2.50 Dimethyl Sulfoxide-d6

—1.46
~132

FQ

3E+08

3E+08

[ 2E+08

2E+08

2E+08

2E+08

2E+08

r 1E+08

1E+08

1E+08

[ 8E+07

[ 6E+07

4E+07

r2E+07

i

[ -2E+07

7
f1 (ppm)

Figure S3.C-NMR of 6

167.66
— 15256
—145.23
_-133.36
128.89
128.25
~125.94
~109.83
104.28
Z-102.06
—94.23
_-79.01
~-78.46
—71.03
54.64

L

39.52 Dimethyl Sulfoxide-d6

—27.08
—~24.80

[ 6E+08

[ 6E+08

[ 6E+08

5E+08

4E+08

4E+08

4E+08

3E+08

[ 2E+08

2E+08

[ 2E+08

r1E+08

5E+07

-5E+07

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50
f1 (ppm)



Figure S4. "H-NMR of 9

[ 8E+08
r8E+08
[ 8E+08
7E+08
[ 6E+08

6E+08

[ 6E+08

[ 5E+08

4E+08

[ 4E+08

4E+08

[ 3E+08

[ 2E+08

[ 2E+08

r2E+08
 1E+08

[ 5E+07

-5E+07

T~
SP'T—

Tt —
T€T—

w0
Yo'y
90
60t

E.VW
328
eas
134
165
s
€e's
009
00'9

S0'9
909
L09
19

689 —

P-WI0J0I0lY] 92 L —

[ 2E+08

1E+08

5E+07

Ty —
€y~
A2
9Ty —

4.10 4.00
f1 (ppm)

4.20

4.30

0'€
6°C

F66C
=88'C

f1 (ppm)

10

13 12

14

Figure S5. ®*C-NMR of 9

f-9E+08

[ 8E+08

[ 7E+08

[ 6E+08

[ 5E+08

[ 4E+08

[ 3E+08

r2E+08

r1E+08

€0'SS —

LLEL
NN.mNV

P-WOJ0I01UD 9T"LL —

vose

20°00T —
00T —

8TTIT ~
Op'ETT —

88°T¢T —

85821 ~
6b'6¢1
S6°EET —

TETWT —

TETST—

08°09T —

€0°69T ~
£T0LT

-10

200 190 180 170 160 150 140 130 120 110 fl%00 ) 90 80 70 60 50 40 30 20 10
ppm.

210



Figure S6. TH-NMR of 10
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Figure S8.TH-NMR of 11
CN
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Figure 510. 'H-NMR of 12a
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Figure 512. TH-NMR of 12b
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Figure S14."H-NMR of 14
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Figure 516.'"H-NMR of 15
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Figure 518. TH-NMR of 16
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Figure S19. BC-NMR of 16
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Figure 520. 'H-NMR of 17a
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Figure 522."H-NMR of 24
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Figure 524."H-5N HSQC of 24
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Figure 526. 'H-NMR of 25
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Figure 528. YF-NMR of 25
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Figure 529. 'TH-NMR of 26
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Figure S31. 'H-SN HMBC of 26
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Figure S32. '"H-NMR of 27

<6

|

6.30
6.28
47

2E+08
r2E+08
2E+08
2E+08
r2E+08
2E+08
r2E+08
2E+08
2E+08
r2E+08
r1E+08
r1E+08
r1E+08
1E+08
r1E+08
r9E+07
r8E+07
r7E+07
[ 6E+07
r 5E+07
r4E+07
r3E+07
2E+07

2.05 Acetone-d6

<

2.12
210
1.45
1.44
1.42

N
=
N

2.14=

1.03= [=—-
1.0 -

1.00%

1E+07
s [ R—— Fo

r-1E+07
r-2E+07

3.0

5
2

3.

Figure S33. ®*C-NMR of 27

_171.26
170.75
™-167.99

—159.03

—153.88

_-14533
—143.46

™-141.93

—135.17

<

128.75
128.55

—121.28
—~119.14

— 111.05

6
f1 (ppm)

—104.71
—98.29

—77.33
_~73.96
~~72.54

— 66.49

w
N3
-
o
-

 3E+07

29.84 Acetone-d6

54.96

kesse 26407
X

2E+07
2E+07
2E+07
2E+07
r1E+07
r1E+07
r1E+07
r 8E+06
r 6E+06
F4E+06

[ 2E+06

—-2E+06

210

200

190

180

170

160

150

140

130

120

110

100
f1 (ppm)

90

22



Figure S34. 'H-NMR of 28
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Figure S36. "H-NMR of 29
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Figure S38. "H-NMR of 30
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Figure 540. 'H-NMR of 31
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Figure 542. 'H-NMR of 33
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