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S1. SRB assay for A-549 cell Line.

Inhibition on the A-549 cell growth of the tested compounds was measured using the SRB
(sulforhodamine B) assay. Briefly, optimal amount of A-549 cells in 90 pL of culture medium were
seeded in triplicate into 96-well plates (Falcon, CA) and allowed 24 h to adhere (culture medium
only wells as blank). The cells were then treated with 10 pL of grade concentrations of tested
compounds for 72 h at 37°C in 5% CO; in culture incubator. The medium was then removed and
the cells adhered to the plate were then fixed with 10% trichloroacetic acid in 4 °C for 1 h and
washed for 5 times before stained with 4 mg/mL sulforhodamine B (Sigma) in 1% acetum for 15
min. After 5 washings using 1% acetum and dried in air, sulforhodamine B was dissolved in 150 pL
buffer containing 10 mM Tris-base. The OD values were measured at 560 nm using a multi-well
spectrophotometer (VERSAmax, Molecular Devices, Sunnyvale, CA). Average values determined
from triplicate readings were used for the inhibitory rate calculation by the formula: (ODcontrol well —
ODxreated well)/ODcontrol well-ODpiank wett X 100%. The ICsy was calculated using Logistic regression

from three independent tests.

S2. MTT assay for HL-60 cell Line.

The growth inhibitory effect of tested compounds on the HL-60 cell line was evaluated by MTT
assay (microculture tetrazolium 3-(4,5-dimethylthiazol-2-yl)-2,5-diphenyltetrazolium bromide).
Briefly, optimal amount of cells in 90 pL of culture medium were seeded in triplicate into 96-well
plates (Falcon, CA) and cultured for 24 h (culture medium only wells as blank), followed by the
addition of 10 uL of grade concentrations of tested compounds. The plates were then incubated for
72 h at 37°C in 5% CO,, and a 20 pL aliquot of MTT solution (5 mg/mL in saline solution) was
subsequently added to all the appropriate wells. After another 4 h incubation, 100 pL of “triplex
solution” (10% SDS/5% isobutanol/10 mM HCI) was added, and the plates were incubated at 37°C
in 5% CO; overnight. The OD values were measured by a plate reader at 570 nm (VERSA Max,
Molecular Devices). Average values determined from triplicate readings were used for the
inhibitory rate calculation by the formula: (ODcontrol well = ODireated well)/ODcontrol well-ODblank well %

100%. The ICsy was calculated using Logistic regression from three independent tests.



S3. Ci;3s HPLC-DAD (254 nm) chromatograms of compounds 1 and 2, and their co-injection (1.0
mL/min, 50-80% MeCN/H,O over 15 min)
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Figure S1. "H NMR spectrum of 1 in CDCl;
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Figure S2. ">C NMR spectrum of 1 in CDCl;
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Figure S3. HSQC spectrum of 1 in CDCl;
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Figure S4. HMBC spectrum of 1 in CDCl;
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Figure S5. 'H-'H COSY spectrum of 1 in CDCls
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Figure S6. ROESY spectrum of 1 in CDCl;
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Figure S7. IR spectrum of 1
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Figure S9. "H NMR spectrum of 2 in CDCl;
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Figure S11. HSQC spectrum of 2 in CDCl;
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Figure S12. HMBC spectrum of 2 in CDCl;
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Figure S13. ROESY spectrum of 2 in CDClj
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Figure S15. HR-ESI(+)MS spectrum of 2
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Figure S17. '3C NMR spectrum of 3 in CDCls

0
200,13
—171.08

—160.95

hedn L Ll (N “H‘H‘H

T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30

| [N i Juulm\l|h

> - ,
= [ -
4% = & - 2o
= = les
J - La.o
3.

i
F45
(5.0
- {5
- -
(6.0
;r' -
= = ks
|
1
{ 7.0
=
é. =
T T T T T T T T T T T T T T
60 1 40 130 120 110 100 0 80 0 60 0 40 30 0 10



Figure S19. HMBC spectrum of 3 in CDCl;
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Figure S20. 'H-'H COSY spectrum of 3 in CDCl;
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Figure S21. ROESY spectrum of 3 in CDCl;
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Figure S23. HR-ESI(+)MS spectrum of 3
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Figure S25. *C NMR spectrum of 4 in CDCl;
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Figure S27. HMBC spectrum of 4 in CDCl;
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Figure S28. 'H-'H COSY spectrum of 4 in CDCl;
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Figure S29. ROESY spectrum of 4 in CDCl;
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Figure S30. IR spectrum of 4
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Figure S31. HR-ESI(+)MS spectrum of 4
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Figure S33. '*C NMR spectrum of 1a in CDCls
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Figure S35. HMBC spectrum of 1a in CDCl;
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Figure S37. IR spectrum of 1a
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HR-EI-MS spectrum of 1a

Figure S39.
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LR-EI-MS spectrum of 2a

Figure S41.
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Figure S43. '"H NMR spectrum of 5 in CsDsN

|

| \| }\ | |

|
Mo | i
)L 4.)‘" W MM M I‘“‘w” L‘\_ g JNI M ‘L __NJ\F"“ W,y b ‘\_ b e o |
b= I gL 3 TiE

Figure S44. BC NMR spectrum of 5 in CsDsN
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Figure S45. HSQC spectrum of 5 in CsDsN
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Figure S46. HMBC spectrum of 5 in CsDsN
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Figure S47. '"H-'H COSY spectrum of 5 in CsDsN
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Figure S48. ROESY spectrum of 5 in CsDsN
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Figure S49.

—

IR spectrum of 5
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Figure S50. HR-ESI(—)MS spectrum of 5
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Figure S51. 'H NMR spectrum of 6 in CDCls
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Figure S52. '3C NMR spectrum of 6 in CDCls
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Figure S53. HSQC spectrum of 6 in CDCl;
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Figure S55. 'H-'H COSY spectrum of 6 in CDCl;
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Figure S56. ROESY spectrum of 6 in CDCls
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Figure S57. IR spectrum of 6
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Figure S58. LR-EI-MS spectrum of 6
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'H NMR spectrum of 7

Figure S60.
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Figure S61. '*C NMR spectrum of 7 in CDCls
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Figure S63. HMBC spectrum of 7 in CDCl;
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Figure S64. 'H-'H COSY spectrum of 7 in CDCl;
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Figure S65. ROESY spectrum of 7 in CDCl;
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Figure S66.
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Figure S67. HR-ESI(+)MS spectrum of 7
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Figure S68. '"H NMR spectrum of (S)-MTPA ester of compound 1a
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Figure S69. 'H NMR spectrum of (R)-MTPA ester of compound 1a
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