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Figure S1. HRFABMS spectrum of compound 1

102

100 J\W

% ] T 4 1A ”

N\ _ - b o g | v "

o 0 o) o © 0~ )’\ "M
9 96 ™ ~ § ~ ) 3 9 { =
£ 3 N ® 05 O ©
E 94 ~ e % 9 | &
@ ¥ 2 s =
c < 9 - / ©
L) - 2 o
s ©
> ©

90

®
88 e
Qi 8

8 . S §

84

4000 3500 3000 2500 2000 1500 1000 500

Wavenumbers (cm-1)

Figure S2. IR spectrum of compound 1



200000
190000
180000
170000
160000
150000
140000

130000

120000

110000

100000

90000

80000

70000

60000

50000

40000
30000
20000
10000

-10000

-

P ///,//////////// P

’

=20t
= 90¢
N ooe
ooz

= S6T

= 86T
= 10°€

e

F et

=760
= 60
= $1I'T

= 00T

0.5

1.0

1.5

2.0

2.5

3.0

3.5

4.0

5.0

5.5

1 (ppm)

Figure S3. 'H NMR (600 MHz, CD30D) spectrum of compound 1
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Figure S4. 3 C NMR (150 MHz, CD30D) spectrum of compound 1
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Figure S5. DEPT 135 spectrum of compound 1
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Figure S8. ROESY spectrum of compound 1
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Figure S9. TOCSY spectrum of compound 1

e Ml

© @@ \ I-20
o L]
ao @ o .,
" 0

@ L] 40

10

' 60

70

80

[ 1]

|
L i J MmN

) 100

[N ] © g
110
0

120

130

T
6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
f2 (ppm)

Figure S10. HSQC spectrum of compound 1

f1 (ppm)

f1 (ppm)



10
. . o vy k20
S
° - ! ﬁf@ k30
o . : a ¢ 9%& ka0
LN k50
Poeed ()
o o wTe g ” 48 70
o 0, B a
= bo .o g "i“’ "o ° 80
| T3 ) 90 E
— ° f ’ ~100 g
= e w
— “® wo@ 110
B 120
~130
140
b ]
+~150
~160
4 o ° - 170
— 0
~180
k190
5‘.5 5‘.0 4‘.5 4‘.0 3‘.5 3‘.0 2‘.5 2‘.0 1‘.5 1‘.0 6.5
£2 (ppm)
Figure S11. HMBC spectrum of compound 1
HEJ-MASS LAB -ICCBS | JEOL HX 110 MASS SPECTROMETER (FAB-HR
Measured Theoretical Delta Delta RDB Composition
MASS MASS
1155.5981 1155.5951 2.6 3 13.5 C58 H91 023
1155.6045 -5.5 -6.4 26.5 C69 H87 015
1155.5892 7.7 8.9 225 C65 H87 018
1155.6104 -10.6 -12.3 17.5 C62 H91 020
can: 3 R.T.: .18 . y
T‘u\:: I’:I/l 183; 13.4%FS TIC: 449305 #lons: 139
Y
W0
i510 3 . VENRES
JJ,A"?“I o | \ 1 BELd 2230

m/z 200 300

600

700 800 1000

Figure S12. HRFABMS spectrum of compound 2/3

1100

1200



ALNd
100

80

80

70

%Transmittance

60

50

Dr.Billy-Dr.Musharraf

/\/*

2921 54 L

3353‘13

2162.97

—

1376.83 —
43—

1728.06
1218.20 1161

1078.66

813.06

658.39

4000

Figure S13.

A

3500 3000

2500

2000 1500

Wavenumbers (cm-1)

IR spectrum of compound 2/3

/V/ //

g

a9

6.04 =

1000

i 8500000

i 8000000

- 7500000

- 7000000

I 6500000

- 6000000

I 5500000

i 5000000

4500000

- 4000000

i 3500000

- 3000000

2500000

- 2000000

- 1500000

- 1000000

- 500000

Lo

F -500000

T T T T T T T
5.0 4.8 4.6 4.4 4.2 4.0 3.8 3.6 3.4 32 3.0 2.8 2.6 2.4 2.2

f1 (pPm)

T T T T
2.0 1.8

Figure S14. *H NMR (600 MHz, CD30D) spectrum of compound 2/3
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Figure S15. 3C NMR (150 MHz, CD30D) spectrum of compound 2/3
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Figure S16. DEPT 135 spectrum of compound 2/3
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Figure S17. DEPT 90 spectrum of compound 2/3
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Figure S19. NOESY spectrum of compound 2/3
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Figure S20. TOCSY spectrum of compound 2/3
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Figure S21. HSQC spectrum of compound 2/3
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Figure S33. TOCSY spectrum of compound 4/5
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Figure S34. HSQC spectrum of compound 4/5
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Figure S35. HMBC spectrum of compound 4/5
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Figure S38. 'H NMR (800 MHz, CD30D) spectrum of compound 6—8
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Figure S43. NOESY spectrum of compound 6—8

L1

T T T T T T T T T T T T
50 48 46 44 42 40 38 36 34 32 3.0 28

T T T T T T T T T T T
26 24 22 20 18 16 14 12 1.0 08 0.6

T T T T T T T T T T T T T T T T T T T T T T T T T T T
6.0 58 56 54 52 50 48 46 44 42 40 3.8 36 34 32 3.0 28 26 24 22 20 18 16 14 12 1.0 08 06

Figure S44. HSQC spectrum of compound 6—8
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Figure S47. *H NMR (600 MHz, CD30D) spectrum of compound 9
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Figure S48. 3C NMR (150 MHz, CD30D) spectrum of compound 9
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Figure S49. DEPT 135 spectrum of compound 9
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Figure S50. DEPT 90 spectrum of compound 9
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Figure S51. Cell viability of all tested compounds.



