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Table S1. ICso values of synthesized compounds (3a-i) by potato disc tumor assay.

Sample ICso0 (mg/mL) Sample ICs0 (mg/mL)
value value
3a 5+0.5 3f 27.7+3
3b 37.1+4 3g 1.12+0.2
3¢ 2.12+0.3 3h 1.70+0.3
3d 22.7+3 3i 29.6+4
3e 2.33+0.2 Vinblastine 7.5+0.6

(Standard)
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Figure S1. (A) *H-NMR spectrum of 4a. (B) *C-NMR spectrum of 4a.



196~

Wy

Ky
@“y
K
€y

L 2

Kiu—

OCH,

Ty

0T
wnno

Tno -

75 70 6.5 6.0 55 5.0 45 4.0 35

8.0
1 (nnem)

120 115 11.0 10.5 10.0 95 9.0 8.5
(A)

125

wis
5%
wsss

199
3?./
S¥iL

St6—

STz

QC—N\
Wil =
Pt

Sori~
&z

>
1S~
s’

WOl —

Y~
-3 4oy

OCH;

4b

T
110

T T T T T T T T T T
155 150 145 140 135 130 125 120 115

160

165

2
2
&

8~

|
1 (ppm

105
(B)

170



—i21

Figure S2. (A) *H-NMR spectrum of 4b. (B) *C-NMR spectrum of 4b.
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Figure S3. (A) *H-NMR spectrum of 4c. (B) **C-NMR spectrum of 4c.



A

@ 01—
ZT

SU—

4d

W :
LE0

Foort
Fun

3.0

70 6.5 6.0 55 5.0 45 4.0 35

120 1.5 110 10.5 10.0 95 9.0 85 8.0 75
1 (ppm)
(A)

125



@n $9880 ISABEHRER eug 58
gg 33388 Q1AL KRS ¥¢
R NRY A\ N ¥

4d

T T T T T T T T T T T T

T T T T T T Lk ) § T T T T T T
170 165 160 155 150 145 140 135 130 125 120 115 110 uf)s( 10)0 9 9 8 80 5 70 65 60 55 S0 45 40 35
1 (ppm

(B)

Figure S4. (A) *H-NMR spectrum of 4d. (B) *C-NMR spectrum of 4d.
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Figure S5. (A) *H-NMR spectrum of 4e. (B) **C-NMR spectrum of 4e.
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Figure S6. (A) *H-NMR spectrum of 4f. (B) **C-NMR spectrum of 4f.
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Figure S7. (A) *H-NMR spectrum of 4g. (B) *C-NMR spectrum of 4g.
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Figure S8. (A) *H-NMR spectrum of 4h. (B) *C-NMR spectrum of 4h.
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Figure S9. (A) *H-NMR spectrum of 4i. (B) *C-NMR spectrum of 4i.
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(41) Native ligand (5XG) of CDK-8

Figure S10. Docking Simulations of Compounds (4a-i, Vinblastine and native ligand) with CDK-8
protein.



