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Figure S1. HR-MS spectrum of 1
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Figure S2."H NMR spectrum (400 MHz) of 1 in CD;0D

82667 —_
£1687 —=
9ZLYZ —
16662 ——
81962 %
18652

Ls9e
2810% —7~

oLrFO'Y
gecl'y
LO5L'Y
9ZLL'P
gesl'y

6955 F —F
£ZLSY
8685t
1509t

£ozZer —

ELEY'G —

SLZ0'9 —
ZBPO'9 —

SeELre —

#968'9 ——
zIZE'9 —
1280°L —
leLoL —

.

%

e

el

H

|

[124]

[Ppm]



Figure S3. >C NMR spectrum (100 MHz) of 1 in CD;0D
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Figure S4. DEPT 135 spectrum (100 MHz) ofl in CD;0D
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Figure S5. HSQC spectrum of 1 in CD;0D
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Figure S 6. HMBC spectrum of 1 in CD;0D
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Figure S7. '"H-'H COSY spectrum of 1 in CD;0D
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Figure S8. NOESY spectrum of 1 in CD;0D
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Figure S9. CD spectrum of 1 in MeOH
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Figure S10. (+)-HR-ESI-MS spectrum of 5
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Figure S11. "H NMR spectrum (400 MHz) of 5 in CD;0D
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Figure S12. *C NMR spectrum (100 MHz) of 5 in CD;0D
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Figure S13. DEPT 135 spectrum (100 MHz) of 5 in CD;0D
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Figure S14. HSQC spectrum of 5 in CD;0D
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Figure S15. HMBC spectrum of 5 in CD;0D
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Figure S16. 'H-"H COSY spectrum of 5 in CD;0D
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Figure S17. NOESY spectrum of 5 in CD;0D
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Figure S18. (+)-HR-ESI-MS spectrum of 6
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Figure S19. "H NMR spectrum (400 MHz) of 6 in CD;0D
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Figure S20. *C NMR spectrum (100 MHz) of 6 in CD;0D
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Figure S21. DEPT 135 spectrum of 6 in CD;0D
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Figure S22. HSQC spectrum of 6 in CD;0D
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Figure S23. HMBC spectrum of 6 in CD;0D
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Figure S24 'H-'"H cOSY spectrum of 6 in CD;0D
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Figure S26. (+)-HR-ESI-MS spectrum of 7
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Figure S27. "H NMR spectrum (400 MHz) of 7 in CDCl;
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Figure S$28. >C NMR spectrum (100 MHz) of 7 in CDCl;
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Figure S29. DEPT 135 spectrum of 7 in CDCl;
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Figure S30. HSQC spectrum of 7 in CDCl;
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Figure S31. HMBC spectrum of 7 in CDCI;D

L] l T T 9|
]

F2 [ppm]



Figure S32. '"H-'H COSY spectrum of 7 in CDCl;

ot
o #F

!

3 &
-

= ]

Figure S33. (+)-HR-ESI-MS spectrum of 8

x105 [YESIScan (1.126-1.256 min, 9 scans) Frag=1750V WFQ-1-7-10.d

354.1340
8
7.5
74
6.5
61
5.5
54
4 5
4
3.51
3
2 51
2
1.59
14
0.57
0 L Ju| L L

7292395

M —

F1 [oprm]

2

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500
Counts vs. Mass-to-Charge (m/z)



[ppm]

§2vz | E
£05Z'1 W L £l 2 | ooves
8.2 - 0862t —
9eLZL—
BZ6Z'L —
£9L07 |
mmmo.w - ——— mll
iz )
62642 4
BIBKZ —_ .
76062 0z
9974
o
cLeyL —
9916t —
peesL —
pBIS L —
9ez1
- 9909°2 ——

7.4

L=

R

7.6

Figure S34. "H NMR spectrum (400 MHz) of 8 in CDCl;
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Figure S35. *C NMR spectrum (100 MHz) of 8 in CDCl;
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Figure S36. DEPT 135 spectrum of 8 in CDCl;
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Figure S37. HSQC spectrum of 8 in CDCl;
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Figure S38. HMBC spectrum of 8 in CDCl;
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Figure S39. '"H-'H COSY spectrum of 8 in CDCl;
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Figure S41. "H NMR spectrum (400 MHz) of 9 in CDCl;
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Figure S42. C NMR spectrum (100 MHz) of 9 in CDCls
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Figure S44. HSQC spectrum of 9 in CDCl;

]
-
T T T T T T
6 5 a F2 [ppm]
]
L o,
m
N
o
" o
]
I T T T T | T I T T T
5 a 3 F2[ppm]

40 F1 [ppm]

100 g0 &0

120

40 F1 [ppm]

140 120 100 80

160



Figure S46. '"H-'H COSY spectrum of 9 in CDCl;
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Figure S$48. "H NMR spectrum (400 MHz) of 10 in CDCl;
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Figure S49. *C NMR spectrum (100 MHz) of 10 in CDCl;
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Figure S50. DEPT 135 spectrum of 10 in CDCl;
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Figure S51. HSQC spectrum of 10 in CDCl;
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Figure S52. HMBC spectrum of 10 in CDCl;
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Figure S53. 'H-'H COSY spectrum of 10 in CDCl;

Figure S54. Crystal packing of compound 1
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Figure S55. Crystal packing of compound 3 at 100 (2) K




Table S1. Cytotoxicity of Compounds 1-15 (ICsp in #M) Against Five Cancer Cell Lines and One Non-
Cancerous Human Beas-2B Cell Line*

Highest
Compounds HL-60 K562 A-549 HepG2 HT-29 Beas-2B index of
selectivity
1 0.91 1.0 1.1 1.5 1.2 3.7 4.1
2 1.4 2.5 2.5 4.8 2.1 5.0 3.6
3 >40 >40 >40 >40 >40 N/A
4 >40 >40 >40 >40 >40 N/A
5 >40 >40 >40 >40 >40 N/A
6 >40 >40 >40 >40 >40 N/A
7 20 10 39 14 28 >40 >3.8
8 11 5.8 26 21 21 36 6.2
9 0.81 0.70 13 1.4 23 7.3 10
10 >40 >40 >40 >40 >40 N/A
11 >40 >40 >40 >40 >40 N/A
12 >40 >40 >40 >40 >40 N/A
13 >40 >40 >40 >40 >40 N/A
14 1.6 23 1.9 3.7 32 4.9 3.1
15 >40 >40 >40 >40 >40 N/A
Positive control DDP 1.2 17 13 32 19 11 9.2
Positive control Taxol® <0.008 <0.008 <0.008 <0.008 <0.008 0.88 110

“N/A: not available. The “Highest index of selectivity” is the ratio of the ICs, value for the Beas-2B cell line
over the lowest cancer cell ICs, value.



