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S1. '"H NMR (600 MHz, CDCI3) spectrum of 1
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S2. BC NMR (150 MHz, CDCls) spectrum of 1
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S2. BC NMR (150 MHz, CDCls) spectrum of 1
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S2. BC NMR (150 MHz, CDCls) spectrum of 1
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S2. BC NMR (150 MHz, CDCls) spectrum of 1
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S3. DEPT (150 MHz, CDCI3) spectra of 1
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S4. 'H 'H COSY spectrum of 1 in CDCl3
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S5.. HMBC spectrum of 1 in CDCl3
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S5..

HMBC spectrum of 1 in CDCl3
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S5. HMBC spectrum of 1 in CDCl3
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. HSQC spectrum of 1 in CDCl3
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S7. NOESY spectrum of 1 in CDCI3
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S8. LR-EI-MS of 1

Note : 3-NOBA, CHCI3+Nalaqg.

Inlet : Direct Ion Mode : FAB+

Spectrum Type : Normal Ion [MF-Linear]

RT : 8.50 min Scan# : (4,5)

BP : msz 43.00008 Int. : 5@1.865

Output m7z range : 10.8888 to 70@.7544 Cut Level : B.BB %
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S9. . HR-EI-MS of 1

Note :: 3-NOBA, CHCI13 + Nalaq-
Inlet : Direct Ton Mode : FAB-+
RT : 0.60 min Scan#: 3
Elements : C 34/0, H 60/0, O 12/0, Na 1/0
Mass Tolerance : 1000ppm, 3mmu if m/z < 3, Smmu if m/z > 5
Unsaturation (U.S.) : -0.5 - 30.0
Observed m/z Int% Err[ppm / mmu] uU.S. Composition

673.3203 10.7 +0.5 / +0.3 9.5 C 34 H 50 O 12 Na
[ Theoretical Ion Distribution ] Page: 1
Molecular Formula : C34 HS0 O12 Na

(m/z 673.3200, MW 673.7536, U.S. 9.5)

Base Peak : 673.3200, Averaged MW : 673.7479(a), 673.7486(w)

m/z INT.

673.3200 100.0000 33k 5 sk sk sk sk ke sk sk sk sk 2k s ke ok sk e ok e e sk s ke ke sk e 3k sk s e ke sk sk e ke sk e 3k sk sk e ke ke sk S e ke ke Sk sk ke Sk ke sk ke sk ok
674.3234 IR . D71 sk sk ke sk ok ke sk ok sk ke sk ke ke ke ke e ke ke ke sk ke

675.3261 9.5195 “wEwpA«K
676.3288 L7753 7
677.3314 0.2721
678.3340 0.0357
679.3365 0.0041
680.3390 0.0004
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S10. 'H NMR (600 MHz, CDCls) spectrum of 2
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S10. 'H NMR (600 MHz, CDCls) spectrum of 2
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S11. 3C NMR (150 MHz, CDCls) spectrum of 2
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S13. 'H 'H COSY spectrum of 2 in CDCls
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S13.

'H 'H COSY spectrum of 2 in CDCl;
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S14. HMBC spectrum of 2 in CDCl3
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S14. HMBC spectrum of 2 in CDCl3
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S14. HMBC spectrum of 2 in CDCl3
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S15. HMQC spectrum of 2 in CDCl;
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S15. HMQC spectrum of 2 in CDCl;
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S16. HMQC spectrum of 2 in CDCl3
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S16. NOESY spectrum of 2 in CDCl3
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S17, . LR-EI-MS of 2

Note : 3-NOBR, CHCI3+Nalaq.

Inlet : Direct Ion Mode : FAB+
Spectrum Type : Normal JTon [(MF~Linear)
RT : 0.5 min Scan® : (4,5
BP : m/z 105.0002 Int. : 1828.87
Cutput m7z range : i2.0000 to 758.7174 Cut Level : 0.0 %
18788480 185
198 — [

_ M.WT=698.3302
9@ - M + Na =721

88
78
50 <

43
50

@ 4

221
817 457 49 551 379 533 699
Ala ‘LL.r‘: N . 5 1 " A - Aoasd o
' ¥ * T T T 1 1
50 1§75 158 2e2a 25e Jjaee 3589 403 450 520 SSe E02 650 702 758
m/z
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S18. HR-EI-MS of 2

Noté : 3-NOBA, CHCI3+Nalagq.

Inlet : Direct Ion Mode : FAB+
RT : 0.30 min Scan#: 2 '
Elements : C 38/0, H 60/0, O 12/0, Na 1/0
Mass Tolerance : 1000ppm, 3mmu if m/z < 3, Smmu if m/z > 5
Unsaturation (U.S.) : -0.5 - 30.0
Observed m/z Int% Err[ppm / mmu] U.S. Composition
721.3206 100.0 +0.9 / +0.6 13.5 C 38 H 50 O 12 Na
[ Theoretical Ion Distribution ] Page: 1

Molecular Formula : C38 HS50 O12 Na
(m/z 721.3200, MW 721.7976, U.S. 13.5)
Base Peak : 721.3200, Averaged MW : 721.7921(a), 721.7928(w)

7211_]:/3,2200 100.01335' st s s s e s st sk e s s s ke st s e e st sk e s s s ke sk st s ke st sk skt st sk et st sk sk sk kol sk ok kol skl skl sk ko R Rk
T22 3234 42722 eskskskstesleskeslesieote shesteskeshesfeshesfeshesteskesfe sk sk ok

723.3262 11.2964 #FFFFFEE

724.3289 2.2277 *

725.3316 0.3584

726.3342 0.0492

727.3368 0.0059

728.3394 0.0006
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S19. 'H NMR (600 MHz, CDCls) spectrum of 3
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S20. 3C NMR (150 MHz, CDCl;) spectrum of 3
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S21. DEPT (150 MHz, CDCIs) spectra of 3
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S22. '"H 'H COSY spectrum of 3 in CDCl3
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S23. HMBC spectrum of 3 in CDCl3
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S23. HMBC spectrum of 3 in CDCl3
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S24. HSQC spectrum of 3 in CDCl3
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S25. NOESY spectrum of 3 in CDCl;3
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S26. LR-EI-MS of 3

Note : 3-NOBR, CHCI3+Nalag.

Inlet : Direct Ion Mode : FAB+
Spectrum Type : Normal Ion [MF-Linear]
RT : B.34 min Scan#t : (3,4)
BP : m/z 105.0008 Int. : 1046.48
Output m7z range : 10.0028 to B@@.6334 Cut Level : B8.08 %
10973120 185
108 — 1

_ M.WT=732.3146
| M+Na=755

80
70 -
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40 -

755
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0 S ERE USSP, SSPUISURSON ORI (UPODIO) GRIVORT P pOe e
400 458 S@@ S50 600 650 700 75D 80
msz
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S27. HR-EI-MS of 3

Note : 3-NOBA, CHCI3+Nalaq.

Inlet : Direct Ion Mode : FAB+
RT : 0.30 min Scan#: 2
Elements : C 41/0, H 50/0, O 12/0, Na 1/0
Mass Tolerance : 1000ppm, 3mmu if m/z < 3, Smmu if m/z > 5
Unsaturation (U.S.) : -0.5 - 30.0
Observed m/z Int% Err[ppm / mmu] U.S. Composition
755.3050 100.0 +0.9 / +0.6 17.5 C 41 H 48 O 12 Na
[ Theoretical Ion Distribution ] Page: 1

Molecular Formula : C41 H48 O12 Na
(m/z 755.3043, MW 755.8147, U.S. 17.5)
Base Peak : 755.3043, Averaged MW : 755.8095(a), 755.8103(w)

75;]:/3%)43 ]00‘(;([)\]0'([)" sk sk s sfe s sfe e ke s ke sk sk sk sk sk sk sk sk ke e sk ok sk sk sk sk ke ke ke sk sk sk sk sk sk sk sk sk s ke sk sk sk sk skl skl sk sk ok skoskokoskok ok
756.3077 46.0587 sk skskkskkskoiskskod sk sheofe sk skt skeokskok sk

757.3106 12.7591 H¥¥dkdok

758.3134 2.6207 **

759.3161 0.4370

760.3187 0.0620

761.3213 0.0077

762.3239 0.0009
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$28. 'H NMR (600 MHz, CDCls) spectrum of 4
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$28. 'H NMR (600 MHz, CDCls) spectrum of 4
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$28. 'H NMR (600 MHz, CDCls) spectrum of 4
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$29. 13C NMR (150 MHz, CDCls) spectrum of 4
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$29. 13C NMR (150 MHz, CDCls) spectrum of 4
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S30. DEPT (150 MHz, CDCIs) spectra of 4
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S31. '"H 'H COSY spectrum of 4 in CDCl3
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S32. HMBC spectrum of 4 in CDCl3
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S32. HMBC spectrum of 4 in CDCl3
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S33. HSQC spectrum of 4 in CDCl3
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S34. NOESY spectrum of 4 in CDCl;3
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S35. LR-EI-MS of 4

Mote @ 3=MOBA, CHCI3#MNalan.
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Spectrum Type @ Mormal Jon [MF-Linear]
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S36. HR-EI-MS of 4

Note : 3-NOBA, CHCI3 + Nalaq.

Inlet : Direct Ion Mode : FAB+
RT : 0.60 min Scan#: 3
Elements : C 38/0, H 60/0, N 1/0, O 12/0, Na 1/0
Mass Tolerance : 1000ppm, 3mmu if m/z < 3, Smmu if m/z > 5
Unsaturation (U.S.) : -0.5 - 30.
Observed m/z Int% Err[ppm / mmu] U.S. Composition

736.3312 35.9 +0.4 / +0.3 13.5 C 3 H S1 N O 12 Na

Theoretical Ion Distribution | Page: 1

olecular Formula : C38 HS1 O12 N Na

(m/z 736.3309, MW 736.8122, U.S. 13.5)
Base Peak : 736.3309, Averaged MW : 736.8066(a), 736.8073(w)
m/z INT.
736‘33()9 l(x)‘(xm o o o o o o o o o e e o e e e e e

737.3342 B ORI e ot e e e e e e e e o e o o o o
738.3370 11.4534 Sosttes
739.3397 2.2692 *
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S38. 13C NMR (150 MHz, CDCl;3) spectrum of §
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S39 . DEPT (150 MHz, CDCl3) spectra of §
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S40 'H 'H COSY spectrum of 5 in CDCl;
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S40 'H 'H COSY spectrum of 5 in CDCl;
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S41. HMBC spectrum of § in CDCl3
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S41. HMBC spectrum of 5 in CDCI3
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S41. HMBC spectrum of 5 in CDCl3
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S41. HMBC spectrum of 5 in CDCI3
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S42 HMQC spectrum of 5 in CDCl;
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S42 HMQC spectrum of 5 in CDCl3

1.0 20

leundance
0
L |
+
;/bl\_‘)
;_

10.0
t

Y : parts per Million : 13C

3.0 2.0 1.0 0O 0.1 0.2 0304
X : parts per Million : 1H abundance

76



S43. NOESY spectrum of 5 in CDCl;
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S44. LR-EI-MS of §

Mote : 3I=MNOBRA, CHC13+Nalag.

Inler ¢ Direct
Spectrum Type -
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S45. HR-EI-MS of 5

Note : 3-NOBA, CHCI3+Nalaq.

Inlet : Direct Ion Mode : FAB+
RT : 0.00 min Scan#: 1
Elements : C 34/0, H 60/0 O 12/0, Na 1/0
Mass Tolerance IOOOppm 3mmu if m/z < 3, Smmu if m/z > 5
Unsaturation (U.S.) : —O 5 - 30.0
Observed m/z Int% Err[ppm / mmu] U.S. Composition
673.3206 100.0 +0.9 / +0.6 95 C 34 H 50 O 12 Na
[ Theoretical Ton Distribution ] Page: 1

Molecular Formula : C34 HS50 O12 Na
(m/z 673.3200, MW 673.7536, U.S. 9.5)
Base Peak : 673.3200, Averaged MW : 673.7479(a), 673.7486(w)

67:?:1{’)2200 100.01(1)\10’5' stk s s s sk sk sk st st ek s sk sk sk sk sk sk skt stk ol o ok skkskskksktokof ko ook skl skl sk stk ok ok
674.3234 38.2731 kkskskskskskskoioskokokskokoksksekok ok

675.3261 0.5195 kA%

676.3288 1.7753 *

677.3314 0.2721

678.3340 0.0357

679.3365 0.0041

680.3390 0.0004
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S46. 'H NMR (600 MHz, CDCls) spectrum of 6
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S47. 13C NMR (150 MHz, CDCls) spectrum of 6
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S49. 'H 'H COSY spectrum of 6 in CDCls
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S50. HMBC spectrum of 6 in CDCl3
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S50. HMBC spectrum of 6 in CDCl3
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S51. HSQC spectrum of 6 in CDCI3
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S52. 'H NMR (600 MHz, CDCI;3) spectrum of 7
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S53. 13C NMR (150 MHz, CDCls) spectrum of 7
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S54. LR-EI-MS of 7

Note : 3-NOBAR, CHCI3+Nalag.

Inlet : Direct Lon Mode : FAB+
Spectrum Type : Normal Ion [MF-Linear]
RT : 8.5 min Scan# : (4,5)
BFP : msz 124.0098 Int. : 5945.65
Output msz range : 18.00E to 751.8831 Cut Level : 0.0 %
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S55.'H NMR (600 MHz, CDCls) spectrum of 8
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S56. 1*C NMR (150 MHz, CDCls) spectrum of 8
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S57. LR-EI-MS of 8

Note : 3-NOBA, CHCI3+Nalaq.
Inlet : Direct
Spectrum Type

RT : 8.58
BP : msz

Output msz range

866B86B8
1080 —

5@

80

80 4

50—
40
3@

28 -

Ion Mode

Normal Ion [MF-Linear]
min Scan# 4,5
185 .880a Int. 826. 70

27

41

43

5@

19.8098 to 55B.3116

71

185

1ee

FAB+
Cut Level a.88 %
279
28l
1 268
28 258 380

93

385
315
418
384 ; 4gg 597 529
" r . |" 'ﬂm‘ |r| ||£: oy ot " .I: 1u|||. IL !
350 488 458 508 558
m~z



H-17&H-3’
H-14

H-18

/

S

H-20

b

e

H:8

H-5
H-10
H-4

Jl

H=<12

-1

H
FZ.

H-3"&H-7"

e |
UI

X : parts per Million : 1H

H-4"&H
H<5"

o —ST07

1180
6180

L B w S e e S S

= _ 0Ll

-Am:._

168
= 0L
=\06L1

& o

[ = LUET
L 15T
NN
o\
O e
AL
I QO
- Nerve
£sp's
-G \oshe

— L8V

5.0

— s

689°¢
NLOLS

S 901
]
1 7]

L NS

(o _6M08

p < 1o0s

i

=
-t
=
[ag)
=
o

01

=

aouepunge

S58. 'H NMR (600 MHz, CDCI3) spectrum of 9
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S59. 13C NMR (150 MHz, CDCls) spectrum of 9

- ? RESONANCE
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1 Filename = EMAN-4-13C.jaf
4 Author “ delta
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4 Solvent = CHLOROFORM-D
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S59. 3C NMR (150 MHz, CDCI3) spectrum of 9
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S60. . 'H 'H COSY spectrum of 9 in CDCls
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S61. . HMBC spectrum of 9 in CDCl;
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S62. HSQC spectrum of 9 in CDCI3
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S63. NOESY experiment of 9 in CDCl;
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S64. . LR-EI-MS of 9

Note : 3-NOBA, CHC13+Nalag.
Inlet : Direct
Spectrum Type :

RT : 8.34 min

Normal

BP : msz 185.08800
Output msz range :
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S65. 'TH NMR (600 MHz, CDCI3) spectrum of 10
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S66.13C NMR (150 MHz, CDCl;) spectrum of 10
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S67. 'H NMR (600 MHz, CDCI3) spectrum of 11
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S68.13*C NMR (150 MHz, CDCl;3) spectrum of 11
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S69. 'H NMR (600 MHz, CDCI;3) spectrum of 12
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S70.3C NMR (150 MHz, CDCls) spectrum of 12
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S71. 'H NMR (600 MHz, CDCI3) spectrum of 13
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S72.13C NMR (150 MHz, CDCI;3) spectrum of 13
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S 73. Photomicrographs showing morphological changes of Caco-2 cells following 48 h exposure
to compound 1 serial dilutions as mentioned at the Experimental section. Morphological signs of
cytotoxicity include cell rounding, shrinking and loss of monolayer integrity compared to vehicle
control. Total magnifictaion=150x.

Compound 1 I

0.1% DMSO
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S74. Photomicrographs showing morphological changes of Caco-2 cells (A) or A549 cells (B)
following 48 h exposure to compound 2 serial dilutions as mentioned at the Experimental section.
Morphological signs of cytotoxicity include cell rounding, shrinking and loss of monolayer
integrity compared to vehicle control. Total magnifictaion=150x.

Compound 2

0.1% DMSO

111



S75. Photomicrographs showing morphological changes of Caco-2 cells (A) or A549 cells (B)
following 48 h exposure to compound 3 serial dilutions as mentioned at the Experimental section.
Morphological signs of cytotoxicity include cell rounding, shrinking and loss of monolayer
integrity compared to vehicle control. Total magnifictaion=150x.

0.1% DMSO
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S76. Photomicrographs showing morphological changes of Caco-2 cells (A) or A549 cells (B)
following 48 h exposure to compound 4 serial dilutions as mentioned at the Experimental section.
Morphological signs of cytotoxicity include cell rounding, shrinking and loss of monolayer
integrity compared to vehicle control. Total magnifictaion=150x.
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S77. Photomicrographs showing morphological changes of Caco-2 cells (A) or A549 cells (B)
following 48 h exposure to compound 5 serial dilutions as mentioned at the Experimental section.
Morphological signs of cytotoxicity include cell rounding, shrinking and loss of monolayer
integrity compared to vehicle control. Total magnifictaion=150x.

Compound5

0.1% DMSO
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S78. Photomicrographs showing morphological changes of Caco-2 cells (A) or A549 cells (B)
following 48 h exposure to compound 6 serial dilutions as mentioned at the Experimental section.
Morphological signs of cytotoxicity include cell rounding, shrinking and loss of monolayer
integrity compared to vehicle control. Total magnifictaion=150x.

Compound 6

0.1% DMSO
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S79. Photomicrographs showing morphological changes of Caco-2 cells (A) or A549 cells (B)
following 48 h exposure to compound 7 serial dilutions as mentioned at the Experimental section.
Morphological signs of cytotoxicity include cell rounding, shrinking and loss of monolayer
integrity compared to vehicle control. Total magnifictaion=150x.

Compound 7

0.1% DMSO
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S80. Photomicrographs showing morphological changes of Caco-2 cells (A) or A549 cells (B)
following 48 h exposure to compound 8 serial dilutions as mentioned at the Experimental section.
Morphological signs of cytotoxicity include cell rounding, shrinking and loss of monolayer
integrity compared to vehicle control. Total magnifictaion=150x.

Compound 8

0.1% DMSO

117



S81. Photomicrographs showing morphological changes of Caco-2 cells (A) or A549 cells (B)
following 48 h exposure to compound 9 serial dilutions as mentioned at the Experimental section.
Morphological signs of cytotoxicity include cell rounding, shrinking and loss of monolayer
integrity compared to vehicle control. Total magnifictaion=150x.

Compound9

0.1% DMSO
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S82. Photomicrographs showing morphological changes of Caco-2 cells (A) or A549 cells (B)
following 48 h exposure to compound 10 serial dilutions as mentioned at the Experimental section.
Morphological signs of cytotoxicity include cell rounding, shrinking and loss of monolayer
integrity compared to vehicle control. Total magnifictaion=150x.

Compound 10

0.1% DMSO
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S83. Photomicrographs showing morphological changes of Caco-2 cells following 48 h exposure
to compound 11 serial dilutions as mentioned at the Experimental section. Morphological signs of
cytotoxicity include cell rounding, shrinking and loss of monolayer integrity compared to vehicle
control. Total magnifictaion=150x.

Compound 11 '

0.1% DMSO
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S84. Photomicrographs showing morphological changes of Caco-2 cells following 48 h exposure
to compound 12 serial dilutions as mentioned at the Experimental section. Morphological signs of
cytotoxicity include cell rounding, shrinking and loss of monolayer integrity compared to vehicle
control. Total magnifictaion=150x.

[Compoun12 |

0.1% DMSO
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S85. Photomicrographs showing morphological changes of Caco-2 cells following 48 h exposure
to compound 13 serial dilutions as mentioned at the Materials and Methods section. Morphological
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signs of cytotoxicity include cell rounding, shrinking and loss of monolayer integrity compared to
vehicle control. Total magnifictaion=150x.

‘ Compound 13 I

0.1% DMSO
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S86. Photomicrographs showing morphological changes of A549 cells following 48 h exposure to
serial dilutions of doxorubicin HCI as mentioned at the Materials and Methods section.
Morphological signs of cytotoxicity include cell rounding, shrinking and complete loss of
monolayer integrity compared to vehicle control. Total magnifictaion=150x.
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S87. Photomicrographs showing morphological changes of Caco-2 cells following 48 h exposure
to serial dilutions of doxorubicin HCl as mentioned at the Materials and Methods section.
Morphological signs of cytotoxicity include cell rounding, shrinking and complete loss of
monolayer integrity compared to vehicle control. Total magnifictaion=150x%.

Doxorubicin HCI

0.1% DMSO

124



