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HPLC purity determination:

The percentage purity of compounds were determined by an Agilent 1100 series HPLC system using
C18 column.

Elution conditions: Mobile phase A-Acetonitrile; Mobile phase B-Water containing 0.1% formic
acid + 10 mmol NH4OAc. The flow-rate was 0.2 ml/min and the injection volume was 5 pl. The
system operated at 25 °C. Peaks were detected at 210 nm.

Table 1. Elution condition

Time (min) Mobile Phase A (ratio) | Mobile Phase B (ratio)
0 10 90
45 90 10
50 10 90
60 10 90

Table 2. Purity of synthetic compounds
C18 column: Agilent ZORBAX Eclipse XDB-C18 5um. 4.6 mm x 150 mm column

Compounds Retention time (min) % Purity
6 15.00 95.32
7 23.57 99.61
8 18.63 99.71
9 26.66 99.49
10 19.94 98.85
11 19.62 98.13
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Figure S1. Mean change from baseline in weight in HCT116 xenograft model.
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Figure. S2. The comparison of compound 1 and 6 in HCT116 cell models. Cells were treated with indicated
concentrations of indicated drugs for 48 h in MTT assay (A) and Flow cytometric analysis (B). Clonogenic survival (C)
was assessed as described in the Experimental section.
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'H Spectrum for compound 7
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'H Spectrum for compound 8
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'H Spectrum for compound 9
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'H Spectrum for compound 10
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'H Spectrum for compound 11
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'H Spectrum for compound 12
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'H Spectrum for compound 13
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'H Spectrum for compound 14

FOE"T
TZ6"1
SPE"T
896" 1
066" T
To00°g
Sio g
gzoteg
FEOTZ
6E0 T
8k0" ¢
G602
z90°¢
TLo g
gLo g
980°¢
€602
L
69L" ¢
68E°E
oov ¢
60F "2
0w g
33 A
E6L"E
Zhe "t
Foe "t
0Le' g
£
£
¥
¥
¥
¥
¥
¥
¥
S
S
5
S
g
S
c
S
c
S
g
9
9
L
L
L
L
L
L
L
L
L

ppm

|~
o e
] =]
I L

0Tl
L« —ZBo°T
o fLo 1
510"
GLT”
581"
T0Z"
5le
LZZ"
FFZ”
BF0"
S TE
EET”
5T
G686
556"
Fog”
596"
306"
086"
986"
LLE”
0Eb
GGe"’
9Le
GeE"
0bF
89F% "
08F"
505
579

EFT"E

—w 080°T

000"t

—1zo"T

— L
CZ0°T

nm |

e T e e NS

Jp
@
=

0424-192487/CDC13/1D-H
0424-192487/1/1/1



ESI-14

0429-192499/DMS0-d6/1D-H

0429-192499/1/1/173p

'H Spectrum for compound 15
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'H Spectrum for compound 16a

56z”
8LZ”
665"
988"
016"
916"
F66"
600"
LTI0"
ZEO®
oF0-"
nso’
550"
Fon”
690"
6L0O"
09€ "7
oBE”
0tE”
LEG”
656"
596"
LB "
£66 "
S10°
z80"
Go0T”
6ZT"
EGT”
ZLT®
98T"
66T
[ A
Lze”
k"
£98°
966"
To00°
oF0”
SBO"
996"
TLE"
BLE"
£86°
886"
GLG”
£BG"
BEG "¢
09"
909"
18’
918"
£Z8°9
098"
88" Y
850"
[=ToN
0rT”
9GZ"
PGE"
FLE”

JP

0521-192551/CDC13/1D-H

0521-192551/1/1

= W TSl Nhe—m—m—

ppm

EIE"T
GE0°T

FIO'T



ESI-16

'H Spectrum for compound 16b
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'H Spectrum for compound 17a
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'H Spectrum for compound 17b
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3C Spectrum for compound 6
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3¢ Spectrum for compound 7
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13C Spectrum for compound 9
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3C Spectrum for compound 10
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3¢ Spectrum for compound 11
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ESI-31

3C Spectrum for compound 17a
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1D C/DMSO-d6/300K

0806-192547

3¢ Spectrum for compound 17b
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