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1. Supplementary materials of the biological assays

1.1. Western blot antibodies

Table S1. Western Blot Antibodies

Molecular Blocking

Antibody Weight (kDa) solution Dilution  Source Commercial
CD24 (ab179821) .
(EPR3006(N) 35-50 1:1000
o N
CD44 (ab243894)(BLRO3SF) 81 ® /"T‘gs'\ﬂk " 1.1000 Abcam ©
LC3B (ab48394) 13-15 1:15000
ALDH1A1 (D9QSE) XP°® 55 1:1000
5% of BSA .
Notch (Val11744) (D3B8) 110 A TEE 1:1000
Rabbit
Shh (C9C5) 19 1:1000
B-Catenin (6B3) 92 1:1000 Cell Signaling
Technology®
GAPDH (D16H11) 37 1:2500
% of Milk in
TBS-T
PARP 89-116 1:1000
Phospho-B-Catenin )
(Ser552) (D8E11) 92 e
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1.2. Cytotoxicity of DMSO, TL3 and TL4

MDA-MB-231 cell line B 184BS5 cell line
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Figure S1. (A) Cell viability of MDA-MB-231 cells treated with 0.05 to 1.20% DMSO for 72 hours. (B) Cell viability
of non-tumoral 184B5 breast epithelial cells treated with TL3 (from 0.4 to 2.5 uM) and TL4 (from 0.4 to 2.5 uM) for

72 hours.
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1.3. Cell viability of MDA-MB-231 treated cells
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1004
S & 1004
> >
£ 5o 3
° > w-
8 254 S
0 T T T T 1 0 T T T T 1
0 10 20 30 40 50 0 30 60 90 120 150
[Curcumin] mM [TL1] mM
1004 100
= _
= 754 E—
% = 75
@ 50 1
o 2 .
> 5
8 25 3 -
0 1 1 1 u T : ,
0 20 g lM-lIJ 60 0 20 40 60
[T ]l [TL2] uM
TL4
TL3 ~
mu-T\i e
—_ F
s | <= 75
z ™ g
= =1
g 50 E
3 254 8 25
0 ] L 1 ] 1 0 T | T 1
0 2 4 6 8 10 0 1 2 3 4
[TL3] M [TL4] M
100 TL6
= 100
o
- 754 =
= E 5.
50
2 :
O 254 & 254
0 T T 1 0 T T 1

o
L8]
-
-]
o
w
-
=]
=
w

[TLS] uM [TLE] uM

Figure S2. Cell viability of MDA-MB-231 cells treated with curcumin (from 1 to 40 uM), G28 (from 1 to 120 uM),
TL1 (from 1 to 50 uM), TL2 (from 1 to 50 uM), TL3 (from 0.001 to 8 uM), TL4 (from 0.4 to 3 uM), TL5 (from 0.5 to
5 uM), and TL6 (from 1 to 12 uM) for 72 hours. Results are expressed as the percentage of surviving cells (mean

+ SE) compared to control (untreated cells) from at least three independent experiments.
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1.4. Western blot results

CT CU TL1 TL2 TL3 TL4 TL5 TL6 KDa
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Figure S3. (A) Representative western blot images of proteins from embryonic signaling pathways are shown from
a total of four replicates. (B) Representative western blot images of proteins from stemness markers are shown
from a total of four replicates.
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2. Spectroscopic data (NMR, IR, UV-VIS, HPLC, ESI-MS and HRMS) of the

compounds synthesized

2.1. 3,4,5-Tris(tert-butyldimethylsilyloxy)benzoic acid
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(-)-ESI-MS (m/z)

Intens.]
X109

397.0

325.0

511.2

569.1 647.0 805.3 859.3

-MS, 0.8-1.2min #(43-78)

b i

00 200 300 400

500

S8

600 700 800 900 miz



2.2. 2,6-Bis((E)-4-hydroxy-3-methoxybenzylidene)cyclohexan-1-one (1)

IH-NMR (400 MHz, (CD3)»S0), 8 (ppm)
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13C-NMR (100 MHz, (CD3),S0), & (ppm)
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|

HSQC *H-**C ((CDs)2S0), & (ppm)
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%Transmittance

FT-IR (neat), v (cm™)
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1 7.889 BB 0.0533 3834.10083 1082.30933 100.0000

Totals : 3834.10083 1082.30933
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(-)-ESI-MS (m/z)

Intens. -MS, 0.7-1 1min #(50-79)
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2.3. (1E,4E)-1,5-Bis(4-hydroxy-3-methoxyphenyl)penta-1,4-dien-3-one (2)

IH-NMR (400 MHz, (CD3),CO), & (ppm)
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13C-NMR (100 MHz, (CD3),S0), & (ppm)

12 ~ ™ [ | o L
0 Swm ™ o - P -
= _a - s R 0
L)
|/ I
T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 ppm
COSY H-1H ((CD3)2S0), 8 (ppm)
I || 'I |H| il ‘I |' '| |l
- B R ' S L N L S ppm
i. 6.8
.I 7.0
- e@ 0o
) 0o
"
—_—

'f )

. 00

7.8

8.0

\'| 8.2

8.2 8.1 8.0 79 [ [} 7.6 7.5 74 73 7.2 7.1 7.0 6.9 6.8 ppm

S15



HSQC *H-**C ((CDs)2S0), & (ppm)
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%Transmittance

FT-IR (neat), v (cm™)
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Totals : 2411.89429 702.30542
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(-)-ESI-MS (m/z)
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2.4. ((1E,1'E)-(2-Oxocyclohexane-1,3-diylidene)bis(methanylylidene))bis(2-methoxy-

4,1-phenylene) bis[3,4,5-tris((tert-butyldimethylsilyl)oxy)benzoate]
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Si—
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H-NMR (400 MHz, (CD3),CO), & (ppm)
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189.5

13C-NMR (100 MHz, (CD3)>CO), & (ppm)

e I L= R TS B T [=WTsI +) [T
B P u o w0 ™ o
= OO P A DU DD WD - . o e w
1= TS B S S R e i B W I ot s B B B o LY T ) s
— A A A A A A A A A A Ty} Lo LA I
Lo 1 » I \
RSV RV YAV RV, \/
3 | \ i i G [

T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

4.4
5
4

4] oo

0 = =
o oo o = — = o ey
o L - = = o o e
— — o — — —
| | l\ll

)

Ll u

T T T T T T T T T T
165 160 155 150 145 140 135 130 125 120 ppm

S20



HSQC H-13C ((CD3)2C0), & (ppm)
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% Transmittance

FT-IR (neat), v (cm™)
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x104
ol 13786860
1377 6846 1379 6866
44
1380 6865
21 1378.1833 1379.1831
1380.1840 13816878
0 C72H114013516, M+nNa ,1377.68
=0 1377 6767 1378.6798
20007 ;
1379 6827
15007
1000 13806773
5001 13816803
0 - L
(CT2H114013516)2, M+nNa .2755.35
40007 1378.67984379 1772
3000 1378.1779 1379.6787
2000 1380.1802
1377 6767 13806771
1000 -
/\ A 1381.1787 4304 6802
1377 1378 1379 1380 1381 1382 miz
Molecular formula Calculated Found
[M+Na]* C72H114013SisNa 1377.6767 1377.6846
[2M+2Na]?* (C72H114013Sis)2Na2 1377.6767 1377.6846

S23




2.5. ((1E,4E)-3-Oxopenta-1,4-diene-1,5-diyl)bis(2-methoxy-4,1-phenylene) bis[3,4,5-
tris((tert-butyldimethylsilyl)oxy)benzoate]
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13C-NMR (100 MHz, CDCls), & (ppm)

- o= O

o

Mmoo

TPOT—

87887 —

pPpm

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

190

--«W-»Mwww
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0°¢5T—
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115

140 135 130 125 120
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HSQC H-13C (CDCls), & (ppm)

| | ppm
= T ko
] 20
40
T ! | T ' [ L L T T
3.5 3.0 25 2.0 1.5 1.0 0.5 ppm

hoa
f [ Ill‘ || M‘u‘l f 1 I
G B AV Y. NN ppm
D
115

: o I

E =

1‘ [

] —120
__j; T L
—3 @ o [1%

: 130

J: i
4 _

] -135

i L

] -140
_3
4| © e
_jf B L L I B I I

7.8 7.7 7.6 7.5 7.4 7.3 7.2 7.1 ppm
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HMBC *H-3C (CDCls), & (ppm)

ppm

(o Ly

£-Y-)

-

@9

o0

— 105

110

L1135

- 120

125

130

135

140
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150
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180
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7.5
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7.3
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%Transmittance

100

80

60

40

20

FT-IR (neat), v (cm™)

TL6G protegit A A
L ——————— o T N ~
o B e T Y
\ r ‘ -"m"l \
| f T |
L L [ \
| || th‘l I Ir.l '|\ I
M I “ | ‘l f| I\ I\lihl
L i |
Nl AL LIy
1 RIRTn ||H\|||
I < | WL U
| 18 HTRE| .
B ag | V]
S gf‘a\‘l TN, o
L S 3 = b |||| || ‘ \J oy
S
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e ‘IUE_I /
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o b o [ S ) [ Ny i B [ e B} [ i B} ol e b b e b e |
3800 3600 3400 3200 3000 2800 2600 2400 2200 2000 1800 1600 1400 1200 1000 800
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HRMS (m/z)

+MS, 4,14 8min #(246-266)
562.3258

1101.6489

Ll 1641.9802
PR Y ol A l l

500 100 1500 2000 2800 maz

Intens |
x104]

el

1.0

05

o
[

1338.6355
1337.6486

1339.6371

13406387

1341.6353

1338.1308 13391333 1342 6350

13401272

250
2000

1500

—
o
o
(=]
i

500

CB9H1100135i6, M+nNa ,1337.65

1337 6454 1338.6485

1339.6513

1340.6460

1341.6490
A\ 1342.6426 1343 6458

30003
25007
20007
15007
10003

5007

(C69H1100135i6)2, M+nNa ,2675.29
1338.6485

1338.1466
1339.6473
1337 6454 1340.1489
A /\ 1340.6458
. JANANN

1337 1338 1339 1340 1341 1342 1343 miz

Molecular formula Calculated Found

[M+Na]* Ce9H110013SisNa 1337.6454 1337.6486

[2M+2Na]?* (CeoH110013Sis)2Na2 1337.6454 1337.6486
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2.6. 1,4-Phenylenebis(methylene) bis[3,4,5-tris((tert-butyldimethylsilyl)oxy)benzoate]

(CH3),SiO meta

(CH3);CSiO meta
N\
(0] —Si
2 I

oTBS
TBSO - 130
\/@Z/\O ) \ / (CH3),SiO para
TBSO o 1 O’SI 7< (CH3)5CSIO para
0] OoTBS
IH-NMR (400 MHz, CDCls), & (ppm)
Mo in = B M & @
e m o A
III ‘\j II| II
| /i
I I|I| |
L N I

T T T T
7.40 7.35 7.30 ppm

- _IL - _JL._J L'-L._ —— Y l‘\ -

T
7.5

4.00 >
441~

T
7.0

_._'_n-‘_-J‘——‘
T T T T T T T | | | | |
6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 ppm
) A |
A ) e
: ols 3
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13C-NMR (100 MHz, CDCls), & (ppm)

™ e T T I

o o o0 L
. - . & M a oo 0D W W o
w0y ol o Wl M 0] - — O w - P . . P a a
WD < o P o= ] SEELEE R R Ty WAL w0 o m o ) )
— o = N o o I A e e (I
|
|| N A NN V
T T T | T T T T | T T T T T | T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
FT-IR (neat), v (cm™)
100\~ Diester BOM(OTBS)6
90
80
0
70 s
l) o0
8 =
-% 60
2
© h
= ~ 5
R © )
50+ g 0 g 2
be R S
40 8 g ¥
N ©o ~
g 5
30-
8
20 sg
1

t=18

(R ] O O T L R0 I [ 00 O O T O S I T DI B VI U T e OO U8 O O TR e e R S Eorgge pog gy pol g g
3800 3600 3400 3200 3000 2800 2600 2400 2200 2000 1800 1600 1400 1200 1000 80

Wavenumber
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HRMS (m/z)

Intens. +MS, 0.3-0.7min #(15-41)
x1051 1149 5988
1.254
1.00
0.75-
0.50-
0.25-
OUD: uji..l- Ly _|.|.¢J. AN m . N
500 750 1000 1250 1500 1750 2000 2250 2500 2750 miz
lntenss-- +MS, 0.3-0.7min #(15-41)
* 102
1.5
] 1149 5988
| 1150.6005
o] f ||
-] “ ||| 1151ﬂ.6000
] ||| | |||
0.5 | | | I 1152.6004
' | |
|‘ || N H i 11536003
] | || [\ I i 1154 5996
00 |\ N AN
. C5B8H102010Si6, M+nNa ,1149.60
] 1149 5981
2000 IH 1150.6011
] |
] |
15007 | | 1151.5959
b [}
] | i
1000 || | I‘
] | i ‘| 1152.5985
5007 | | I f
] \ | | I ||, 1153.6016
| |
, )\ I )\ jl fn.k 11545952 4155 5085
I1 1|48I I.1 1'49' T I-I 1|50I I1 1|51I T T I.1 1|52I T T I1 1|53I T T I.1 1|54I T T I‘1 1|55I T I1 1|56I I.1 1'5]{' T T T mlllrz
Molecular formula Calculated Found
[M+Na]* CssH102010SisNa 1149.5981 1149.5988
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2.7. Benzene-1,3,5-triyl tris[3,4,5-tris((tert-butyldimethylsilyl)oxy)benzoate]

\i/ (CH3);CSiO para
(CH3),SiO para
S

(CH3);CSiO meta
. Si
/' \

(CH3),SiO meta

O (@)
2
O 1
TBSO
@) (0]
OTBS
TBSO O
OTBS
oTBS
OTBS
1H-NMR (400 MHz, CDCls), & (ppm)
w0 OD,-. — :_1: .-: ™
"o S o i
S SO So
II| If \"ff.l II| |II
_}I Iﬂ._m - ._)JI-.___ - — _)”\____
[ T T I 1
7.3 7.2 7.1 ppm
_AU l I _ R — — _‘_J_AA—/L_)'.___J L ___JUU.L

T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

ol I
r'n\ - Ian oy GF\;
2|8 ol g ==
s | gle @lx
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13C-NMR (100 MHz, CDCls), & (ppm)

o Ll I~
. . . . PR ol W) W
< — a0 = S WM P P . W
w = = o] WD o o0 ™ o)
— = = [ B B | [ |
I I T T I T I T I T I I T I T I
170 160 150 140 130 120 110 100 90 80 T0 60 50 40 30 20 10 ppm
FT-IR (neat), v (cm™)
|__Triester FGC(OTBS)9,
100
90—
80—
70+ ~
5 @
= 8 Q
! 5 @ @
B 60 & 2 [
2 o el 0 o
© S L - 5
. 5 :
‘% 50— &
= ) -
[ 3 o =
= “a- | g g s
g g ¢ 2 2
=8 T, 5 3
3 & 8
- O
- o
o
20 =
10— § g
@
e
o-
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HRMS (m/z)

intens | +MS, 11.8-12.4min #(704-740)
x10%] 1632.8350
6_
5_
4_
3_
1 1029 5402
2_
1_
G_L.I‘,I.u.l..lllulfdlju*._.l OV - IJhllllljl - .‘L..“l. .1.. _ ..‘.-l.-. — —
750 1000 1250 1500 1750 2000 2250 2500 2750 miz
Intens +MS, 11.8-12.4min #(704-740)
x104 1632.8350
6‘ [
H 1633 8357
|1
1631|I_|8330 “ |I|
41 ||| | | | 1634 8358
| ‘| |
I i |
o | | N | | 163563
| | { | i
|| || '| N H I\ 16388350
I I [ I [\ [\ 1637.8335
0 —ﬂ--\_ﬁ-__/"-\_\_.-'—-__zll [ R /N j J 'l’\k_.-_ e -
] C81H1440155i9, M+nNa 1631 83
] 1632 8351
2000
] | 16338349
1500: 1631.8321 H |‘
] | | | 1634 8327
1 I
1000 I ‘ ‘| I||
] ‘ | | | teassasT
B f
5001 [ | ‘ ‘ | | f
1 | | || /| | | / 1636h8294
| | | i
/| || | |L N [\ [l 163?_.—'?325 1638.8359
1630 1632 1634 ' 1636 ' 1638 1640 miz
Molecular formula Calculated Found
[M+Na]* Cs1H144015SisNa 1631.8321 1631.8330
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2.8. ((1E,3Z,6E)-3-Hydroxy-5-oxohepta-1,3,6-triene-1,7-diyliden)bis(2-methoxy-4,1-
phenylene) bis[3,4,5-tris((tert-butyldimethylsilyl)oxy)benzoate]

TBSO o
(CH3);CSiO met.
3)3CSi mea\ /
Si.
oro
(CH3)3CSiO para O. / (CH3),SiO para

Si—

4\ (CH3),SiO meta

1H-NMR (400 MHz, CDCls), & (ppm)

5.BE9
1,964

~—f.616

T
——1,01
—

—0.25%9
—0.169

I_JLJJ LJ.M.M, “ L L

—T T T " T *~T " T T T T 1
76 74 7.2 7.0 68 6.6 64 6.2 ppm

" I . | i Jm

T T
8.0 1.5 7.0 6.5 E.

0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm
JLo ) Ia I\ i\ Py AN
|*3.| IEE_ |E| 3 8 5 gr =13
o | | =] - i k= o0
e o=
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13C-NMR (100 MHz, CDCls), & (ppm)

&~ ™ o O o T —~ uy o~ OOy o
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144 .0

—1i64,:
— 133, 7
—101

=
<
<

180 170 160 150 140 130 120 110 100 90 80 70 &0 50 40 30 20 10 0 ppm

FT-IR (neat), v (cm™)

Diester Curcumina(OTBS)6

100+

2356.56
2107.17
1881.76

2
w0
o - &
3 i
[ = -
vl ~
k=1 2
E
2
[+
e g &
(=
= ~]
xR > gt © ©|
o B )
2 3 “
A &
— o
g .0 2
- % <
3 8 &
Tog
e
e S
[
(=]
o
-
o
(2]
2
=

2913.63

781.75

70~

825.96
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HRMS (m/z)

Intens.
x104

750

1000

1380.6589

‘.l A TR W 1 SV

L T

+MS, 9.2-9 5min #(549-565)

L

1250 1500 1750 2000 2950

2800 2750

1380.6589

1381.6591

|
L
‘ | | ||| 13321.6556
I
‘ L ||| 1383 6569
AN VL l'. o i 1384.6571
JAVT VNN A \

1379.6569 ‘

.

+MS, 9.2-9 5min #(549-565)

N

2000

1500

10004

500

1380.6591
1379.6560

|
” ‘ 13816619
| l|
| ‘I "
‘ ‘ | 13826868
| |
I ‘ | ‘ | |" 1383.6506
]

| l [l 1384 6629
) | I L 4 I Al

P = S —— S —
C71H112014Si6, M+nNa ,1379.66

1378

1382 ' 1384

1386 ' 1388 miz

Molecular formula Calculated

Found

[M+Na]*

C71H112014SisNa 1379.6560

1379.6569
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2.9. 1,4-Phenylenebis(methylene) bis(3,4,5-trihydroxybenzoate) (TL1)

OH
HO
HO
1H-NMR (400 MHz, CDsOD), & (ppm)
B - J|~_ —_ e __JL __flll'-._ — P — P T ._/IL._ . I
I I I I I I I I I I I I I I I I I
8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 ppm

Y ) F I\_
g @ :
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13C-NMR (100 MHz, CDsOD), & (ppm)

o Y o o — - —

o (Ta) o - o — ) .
= = ™ ol o r—
— — o

1
1
1

—1:

—11

sl sromsonnd W

T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

HSQC 'H-**C (CDCls), & (ppm)

J. J J ppm

- 60

E 70

i 80

- 90

100

e - E110

E120

= 130

E140

=150

E160

E170

T T T T T T T T T T T T T T
80 78 76 74 72 70 68 66 64 62 60 58 56 54 52 ppm
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%Transmittance

HMBC H-13C (CDCls), & (ppm)

Jl l

ppm

E 60

E 70

E 80

E 90

100

E110

E120

£130

F140

E150

£160

E170

FT-IR (neat), v (cm™)

T T T T T T T T T T T T T T
80 78 76 74 72 7.0 68 66 64 62 6.0 58 56 54 52

Ppm

100

98

96

94

92

o0

88

86

84

82

80

78

76

74

72

70

|-~Diester_BDM

3451.62

3332.32—

1668.13—

1548.70—

1611.37—

1450.36
1386.83—

1335.28 —

1108.0:

1255.29

864.48

764.91-

1023.20—

3800

o Lo
3600

P T e T o I T 1 U e N 0/ SR T )
3400 3200 3000 2800 2600 2400 2200

Wavenumber
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Absorbance

1.0

UV-Vis (CHsCN), 2 (nm)

0.7 4

0.6 A

0.5 A

0.2 A

0.1 -

0.0

190

390 440 490 540

A (nm)

240 290 340

HPLC (A =220 nm)

590

mAU |
2000

1750 —
1500 —
1250 —
1000 —
750 —
500 —

250

*DAD1 D, Sig=220 4 Ref=360,100 (C:\Users\u...eterminada LIPPS0O 2021-05-12 10-06-282021-05-12-P2-A5-BDM.D) - DAD1 D, Si

=+
o
<o

Width Area Height
# [min] [mAU*s] [mAU] %
e R | |~ R |

1 6.024 BV R 0.0510 €825.30957 2041.29993 100.0000

Peak RetTime Type

6825.30957 2041.29993
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ESI-MS (m/z)

Intensé ] -MS, 0.3-0.5min #(7-29)
x10 440.8
1‘25j

1.00-

0.75-

520.6
0.50+

656.6

0.25+
576.8 7926

] 2485 384.6 l L
112.7 : 928.6
689 F1SH6  2226| l.lll., , JL I\ L'J.l. Y L. ek
600 800

100 200 300 400 500 700 900 O miz

0.00
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HRMS (m/z)

Intenss__ -MS, 3.7-4_2min #(223-249), Background Subtracted
x10°] 220.0362
2 51

2.0
1 441.0816
1.5

1.0+

0.54

00 . h pud L | 1 - . . . . . r T T
200 400 600 800 1000 1200 1400 miz

Inten%.: 20210519_000011.d: -MS, 3.7-4.2min #(223-249), Background Subtracted
x107] 441.0816

] |
15 ‘|
10] ‘\

|
051 | 4420853

] I I 4430853
0.04 R J \

20210519_000011.d: C22H18010, M-nH ,441.08

2000; 441.0827

1500% ‘
] |
1000 | \

5005 | 442.?861

fi
|
| ‘. | || 443.0894
4 My

440 ' 441 442 T 443 444 445 miz
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lnten%-j 20210519_000011.d: -MS, 3.7-4 2min #(223249), Background Subtracted
x102]
3_
] 220.0362
: ﬂ
21 |||
Ll i
|| 220 5375
J | )
i I |II
] [\ I\ 221.0386
03 ] 20210519_000011.d: C22H180710, M-nH 440.07
2000’ 220_#)377
||
1500 ||
] ||
10007 |u
£00] | 2205394
1 ||I II|'.II
] [ I 221.0411
N~
2195 220.0 2205 3210 2215 2220 2225 m/z
Molecular formula Calculated Found
[M=H]~ C22H19010 441.0827 441.0816
[M=2H]* C22H18010 220.0377 220.0362
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2.10. Benzene-1,3,5-triyl tris(3,4,5-trihydroxybenzoate) (TL2)

208

L030

OH
HO )

OH
OH

OH

'H-NMR (400 MHz, CDs0D), é (ppm)

— __.‘l\_tl._l__.l_ _/ll L\_ HI I
T T T T T T T T T T T T T T T T T
8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 is 3.0 2.5 2.0 1.5 1.0 0.5 ppm
3
=k
wmiled
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13C-NMR (100 MHz, CDsOD), & (ppm)

™} ) o — P
o ™ o o o - O
o Y Lo Lo oy - o~
— — — — — o

B R A R L R L A L R R Riamanan s
170 160 150 140 130 120 110 100 90 a0 T0 60 50 40 30 20 10 ppm

HSQC 'H-'*C (CDsOD), & (ppm)

Ji\ J\ ppm

105

110

115

125

130

80 79 78 7. 7. 75 74 73 72 714 7.0 6.9 6. 67 66 65 64 63 62 6.1 ppm
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%Transmittance

HMBC H-13C (CDsOD), & (ppm)

ppm
. an F110
— o=
— w -120
130
| o ~140
R— .
150
— (-3
160
— [ 3
170
| T T T T T T I T T T T I I | T T T T
80 79 78 7.7 76 75 74 73 72 71 7.0 69 6.8 6.7 6.6 6.5 6.4 63 6.2 6.1 ppm
FT-IR (neat), v (cm™)
100 Triester FGC
o5
90
85 2
<
8
80
|
75 ﬁf
3 8
@ J .
Z & "
70- 2 =
T8
65 J
o= 8
8
d-bii et ea s ti i il s i satiadaatriiataaaiaat bdawtbiis ks tiag g dtaasati i i facias skt Lok o) i
3800 3600 3400 3200 3000 2800 2600 2400 2200 2000 1800 1600 1400 _ 1200 _ 1000 800

Wavenumber
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HPLC (A = 220 nm)

*DAD1 D, Sig=2204 Ref=360,100 (C:\Users\u...eterminada LIPPSO 2021-05-12 10-06-2812021-05-12-P2-A4-FGC.D) - DAD1 D, Si

mAU _| b
T
2000
1500—_
1000—_
] |
500 |
i |
|
2 |
] N < |
o = =
2| .|1 (Ii 8 1|0 1|2 mir|
Peak RetTime Type Width Area Height Area
#  [min] [min] [mAU*s] [mAU] %
e |=-oo]-mneee- e N |<ommeee |
1 4,898 BV E 0.0589 195.00165 47 .47273 1.4974
2 5.250 VB R 0.0721 1.28280e4 2451.05640 98.5026
Totals : 1.30230e4 2468.52913
ESI-MS (m/z)
Intens. ] -MS, 0.2-0.4min #(4-17)
x108
1 580.8
1.0+
0.8
0.6
0.4
656.6
0‘2— 520.5 792‘6
76 i 8628 9286
2486 362.6 L 7167 : :
0.0 1|1g7]544619ﬂ6 bow " [N 1" S by o ™ . Jl .
100 200 300 400 500 600 700 800 900 miz
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HRMS (m/z)

Intens_]
x1057

Q_Si
2.0;
1_5:
1_05

0.5

0.0

290.0235

581.0549

LL_L .

-MS, 8.4-8 7min #(500-518), Background Subtracted

200

600

800 ' 1000 ' 1200 ' 1400 "miz

Intens._
X107

1.252
1_005
0751
0_5[:-;

0.25]

581.0549

582 '9580

20210519_000009.d: -MS, 8.4-8 Ymin #(500-518), Background Subfracted

583.0593
/ |

0.007

2000
1500
1000

5001

581.0573

582.?607
|
{
[

fl

20210519_000009.d: C27H18015, M-nH ,581.06

583.0640
l'kl.

G T T
579

582

A 584 0649
"s83 584 885 58  miz
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Intens5.: 20210519_000009.d: -MS, 8.4-8.7min #(500-518), Background Subtracted
x10% 200.0235
251 ,
] |
20] I
M|
1.0 ‘
] ‘|| 290 5248
] n
0.5 [ I
] | ( 291.0258
] | [ A
0.04 [ S
i 20210519_000009.d- C27H18015, M-nH 580 05
2000] 290.;3250
15001 ||
1000 |||
1 | | 2905267
500 | | |II||
|
A I 291.0283
[ I A 2915288
289.0 ‘2895 2900 2905 2910 2915 ‘2920 2925 | mkz
Molecular formula Calculated Found
[M=H]~ C27H17015 518.0573 581.0549
[M—ZH]Z‘ C27H16010 290.0250 290.0239
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2.11. 1,4-Phenylenebis(methylene) bis(3,4,5-trihydroxybenzoate) (TL3)

HO
HO
1H-NMR (400 MHz, (CD3),CO), & (ppm)
R =R Ry BTN W W Ty} w
) 00 S Ch U U0 ) Y 0D SR O 0 — w
Y= TS R e I B O o B SV I o I O — m
i S T -

__JLJJ ..JLI._ R WY LJA J

T T T | T T | T T | T | I
8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 35 3.0 2.5 2.0 1.5 1.0 ppm
2/B[E[eg) (2 2 g
ollledledl=fled] |od -] w
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'H-NMR (400 MHz, (CD3)2CO), & (ppm) — Aromatic zoom

R DI 5 E
V ||
| I | |
|‘ | I
j| |U| | i ) I U Wl Ul j| |
78 77 76 75 74 73 72 71 70 69 68 67 66 65 64 63 62 ' ppm
[N Lo Lo [N
Ws g g 8 3| ] 3[
el ed ed | led el =
13C-NMR (100 MHz, (CD3).CO), & (ppm)
uwl I ] O - 1 oo MW W g
. . « e e - a4 . - =
= = (g O O = o OO o O o -
(na] Lo ul = = M 2 :"_: :'l :"_J‘ :'l : : S ;g
Pl ]
| I| I| Ill.l | l\ll |I / | |
I I I I I I I I I I I I I 1
180 170 160 150 140 130 120 110 100 90 80 70 60 ppm
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ol

COSY H-H ((CD3).CO), & (ppm)

=1

W, |’w'UL _

i
[ |
L L J ppm
-1;% F6.9
7.0
! F7.1
___J F7.2
—
=3 7.3
7.4
—_— 7.5
7.6
|'ﬁ{|
:;j L; L77
"'““'“w'“ T T T T A T T 7.8
78 77 76 15 74 713 72 71 710 69 ppm

HSQC *H-13C ((CD3)2CO), & (ppm)

L A

ppm

o @

105

110

115

120

125

130

135

140

T
7.8

T T T T T T T T T T T T T
77 76 75 74 73 72 71 70 69 68 67 66 65 64

T T T
63 6.2 6.1
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HMBC 'H-13C ((CD3).CO), & (ppm)

_J\-'L_;"L._;u'uu 1 e J_____ ppm
] .0 =100
oo @ w ) 110
— 4, 120
3 a0 . °
E130
| ee ° -] o
:_, e r
= 8 £%
» [
a o @ # F150
E 160
B — o
F 170
- 180
1 o o0 ®
T I T I T I T I T I T I T I T I T I I
78 76 74 72 70 68 66 64 62 39 38 ppm

L R ppm
| -
vy ® 6.2
3
0 L6a
i
6.6
6.8
]
7.0
7.2
7.4
7.6
T T T T T T 7.8
66 65 64 63 62 6.1 ppm
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%Transmittance

FT-IR (neat), v (cm™)

100~ Diester_Curcumina
I
05 g
= &
] S
A, &
g
90 @ |
S
2
©
85— ! =
| 8 S
8§ oy i
R g
© g 3 e
5 ® g
80 S0 { 2
&e g
=i 2
Q o
5
75 5
io: 2
g
70
@3
8
pal deper s Vs el s et poag o big eete paa Taag si'Fag gaddt e s Vg o eds woaenid v g Usewgea Ty o d o w4 5 o
3800 3600 3400 3200 3000 2800 2600 2400 2200 2000 1800 1600 1400 1200 1000 800
Wavenumber
HPLC (A =220 nm)
*DAD1 D, Sig=220,4 Ref=360,100 (C:\Users\u__S0 2021-05-11 12-52-47\2021-06-11-P1-F1-25°C_CurcuminaPura.D) - DAD1 D, Si
mAU 14
1400 h
1200 I
1000
800
600
400
200
i o |
=
r ~ I
{ A
U_\,fﬂ ‘,I'\___ _ _ o Y | S T S N, e
I/
T T T T T T T
2 4 6 8 10 12 miry
Peak RetTime Type Width Area Height Area

#  [min] [min] [mAU*s ] [mAU] %
I I I

1 7.100 BY R ©.0556 121.17000 32.40459  2.3111
2 8.140 VW R ©0.0572 5121.74561 1382.56921 97.6889

Totals : 5242.91560 1414.97380
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(-)-ESI-MS (m/z)

Intens. “MS, 0.2-0 5min #(2-28)
x10°

o 670.9

6_

4-

2_

784.9
5206
L PR DA | IO | DU
100 200 300 400 500 600 700 800 900 miz
(=)-ESI-MS”2 (m/z = 670.9)

x10% 210506_000011.d; M52(671.0), 0.4-1.3min #6-37)
5 518.8

4.

3-

2_

1_

366.8
594.9
U<0 M T i T kL 1 T i T L .l X O T T ¥ I T T
100 200 300 400 500 600 700 800 900 m
(-)-ESI-MS”3 (m/z = 518.8)

104 10506_000012.d; -M53(671 0->516.0), 0.2-0.6min #(1-9)
Lol 366.8

0.8

061

0.41

0.21

2166
00 17257 5516 6408
' 100 200 ‘300 400 500 €00 700 800 900  mz
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HRMS (m/z)

Intens. |
x105]

ol il

335.0666

671.1407

-MS, 8.1-8_3min #(482-496), Background Subtracted

200 400

600

800

1000 1200 1400 miz

Intens.
x104

2.0
157
1.0

0.5

671.1407

_J IL Jl

672.1436

20210519_000013.d: -MS, 8.1-8.3min #(482-496), Background Subtracted

673.1465

2000
1500
1000

5001

672 '.11 440

6731473

\

20210519_000013.d: C35H2§O14, M-nH ,671.14

674.1482

0-7
670

673
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Inten%- 20210519_000013.d: -MS, 8.1-8.3min #(482-496), Background Subtracted
x107] 3350666
4] |'|
] ||
] I
] |||
| 336 5678
il
1_ | |I
| I|I | III
| [ 336.0693
i I| l'. jl '.\ l"\
A \ s f -~
03 20210519_000013 d: C35H28014, M-nH 67013
1 335 0667
2000 I
] I
i | |
1500 | |
] | |
1000 | |
] [ 335.5684
] [ ,'”'.
500 I| |I f '||
] . [ 336.0700
I . I\ 336.5705
"a345 3350 3355 3380 3365 "aarn | 3375miz
Molecular formula Calculated Found
[M=H]~ C35H27014 671.1406 671.1407
[M=2H]% C3s5H26014 335.0667 335.0666
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2.12. ((1E,1'E)-(2-Oxocyclohexane-1,3-diylidene)bis(methanylylidene))bis(2-methoxy-
4,1-phenylene) bis[3,4,5-tris((tert-butyldimethylsilyl)oxy)benzoate] (TL4)

HO
HO
1H-NMR (400 MHz, (CD3)>CO), & (ppm)
WMo o o o o= & ol O WD [ R T«
L N s e s i R r = oo [~ W2 =0
SRR e ° 29 i
= [~ 0= [~ [= [~ [~ 0~T Ty oy 0 o) —
. o
N % N
2 NP2
r ﬁ Ly %l:\] L o
: - rl-: -~
N[/
| A
A |k| A
|/ J l‘“JI\J“Ur'H,..

77 76 75 7.4 7.3  ppm

T T
1.0 0.5 ppm

: _n'LM_J _ - QJLL_HL_,L J ,Jm\_ﬁ_U‘I_L—

8.0 7.5 7.0 6.5 6.0 55 5.0 45 4.0 3.5 .0 1.

N P Y P
<[ 8 : 2
2l W - -
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g

189.

—164.5

13C-NMR (100 MHz, (CD3)>CO), & (ppm)

P AD W R e A3 O AD I MDD
— o - AW 0O W
o U B B B oV I P
oA A

NN

[l
—
—

L]

T T T T T
140 130 120 110 100 90 80 70 60
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30 20
COSY H-H ((CD3).C0O), & (ppm)
ML - | N
-~

» 2.0
F2.5
- 30
' L35
¥ 4.0
| Fa5
f /"I IA'\\_.-""-‘_ /'I \_ /'m'-\_/H;_____ Ppm F5.0

J i
=) F7.20 5.5

D) :
D F7.25 6.0
~ 730 [65
. — —-7.35 r7.0

o 735  7.30 ppm

7.5
T T T T 1 T T T R B 8.0
7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 2.0 ppm



HSQC H-13C ((CD3)2C0), & (ppm)

||

|kaﬂﬂ~uﬁJ ppim

—

LA__l A___ ppm

. . )
I ~110
- ) . R
25
] B
3 - 11 }
= o \ 30
-120
- j 35
J -
p— -9 O
125 40
-130 45
-50
] -135
3 o
3 . 55
e {
] - 140
. 3
T T T T T T T T T T T
78 77 76 75 74 73 72 ppm 40 a5 3.0 25 2.0 ppm
HMBC H-13C ((CD3)2CO), & (ppm)
_.'|_A_J Jlnn \ — _,..Jﬂ‘_.,N‘_ﬁhk_mJ LJ A ppm
. - 20
- 40
- 60
- 80
-100
— : :- -120
o
= =~ e = 140
-
R - [
-160
-
-180
h : T T T T T T T T T -I T T
8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 35 3.0 25 2.0 ppm
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FT-IR (neat), v (cm™)

- — ———————GPET6L
p—— ] -
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L Lazsest A
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Z
—ezazree A
| —gsyezsz A
~ —¥08'GLET A
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¢ Z
,/., A
\ .
,,_r -816'Z22E -
)—olevzee A
4 :
- yElpore ]
A
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S Z
3
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+« 1 A
) t
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[=] Q [=] Q Q Q
@ a P~ (=] 1wy =t

BOUBHILUSUEL] %,
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3800

Wavenumber

UV-Vis (CHsCN), 4 (nm)
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T T
0 Q
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HPLC (A = 220 nm)

*DAD1 D, Sig=220 4 Ref=500,100 (G\Users\u_minada LIPPSO 2021-12-01 11-51-40\2021-12-01-P2-AB-TL4_F27 D) - DAD1 D, Si
mAU &
2500 | T
2000
1500
1000
500
M~
1 &
|
T
| H'H'
T fwr‘k I_I__ I [ \-\IT_ — I i I_ —
2 4 6 8 10 12 mirl
Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*s] [mAU] %
e B |=-oo e P R |--mmeee |
1 7.632 BV R 0.0618 1.02783e4 2507.92700 91.5710
2 7.877 VB E ©.0577 946.10846 246.68805 8.4290
Totals : 1.12244e4 2754.61505
(-)-ESI-MS (m/z)
Intens. -MS, 0.8-1.4min #(45-89)
x104
669.1
6.
4.
2_
3339 5207 792.7
1127 17872227 2810 | 3847 | 5830 ' 928.7
0 | - b A " ,'I : '| 1 daaid ulllL.,LlL o . .
200 400 600 800 1000 m/z

S64



(-)-ESI-MS"2 (m/z = 669.1)

Intens.

-MS2(669.0), 0.3-0.9min #(3-24)
k104

516.9
1.251

1.00-
0.75-
0.501 364.9

0.25

625.0
0.00 T — . ) . v . — s ;
100 200 300 400 500 600 700 m/iz

(-)-ESI-MS”3 (m/z = 516.9)

Intens. -M83(669.0->517.0), 0.3-0.6min #(2-9)

20001
3649
15001

1000

500+

"400 200 300 400 " "sp0 €00 700  mz
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HRMS (m/z)

Intens. -MS, 1.5-2.1min #(88-128), Background Subtracted

x10%1 334.0763
2.0+ ’

B 669.1638
00 el ut Li il L |

200 400 600 800 1000 1200 1400 miz

i 669.1638

1 670.1662

2000+ 669.6681 J\
] 671.1685
. VAN 670.6720

25007 0211216000001 d. C36H30013, M-nH ,660.16
669.1603

670.1636

671.1669
AN

25007 20211216000001.d: (C36H30013)2, M-nH ,1338.32
669.6620

670.1636

670.6653
/\ N 671.1658

"e690 6885 6700 6705 671.0 " T 6715miz
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Intens 4

20211216000001.d: -MS, 1.5-2.1min #(88-128), Background Subtracted

x109]
201 334.0763
151
1'03 334 5785
0.5
] 335.0796
0.04 202712160000071.d. C36H30073, MnH 668.15
2000 334.0759
1500{
1000
1 334 5776
500{
] 335.0793
o: 3355798
3340 " 3345 "3350 3355 330 0 mz
Molecular formula Calculated Found
C3sH20013 669.1603 669.1638
(C36H29013)2 669.1603 669.1638
C36H28013 334.0759 334.0763
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2.13. ((1E,1'2)-(2-Oxocyclohexane-1,3-diylidene)bis(methanylylidene))bis(2-methoxy-
4,1-phenylene) bis[3,4,5-tris((tert-butyldimethylsilyl)oxy)benzoate] (TL5)

HO

3-gal

4-gal

HO
OH

H-NMR (400 MHz, (CD3),CO), & (ppm)
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SEEEEEEE 3 IS =
Sl=leg|=lgl=l= =l ]

] el |ed ol
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H-NMR (400 MHz, (CD3).C0O), & (ppm) — Aromatic zoom

@ o D P Rl Nl B e R W e e Y T s}
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J\____
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COSY H-'H ((CD3)2CO), & (ppm)
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" '
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1 Lo5
J \ . .

[] -] o 3.0
. 8 35
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o FJ-I 1 [
AN UM e U ppm[ 45
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3 7.5 [ 10
2 o |
T T T T
LI 75 74 73 7.2 7.4 ppm [ 75
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13C-NMR (100 MHz, (CD3)>CO), & (ppm)
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HSQC H-13C ((CD3)2C0), & (ppm)

25
E— «*:: 110 1 o
[ ]
é 0 - 30
— ° o} 115
35
- []
_ 120
40
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125
45
130
50
- 0 135 L
i 0 _ 0 55
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T T T T T T T T T T T T T T T T
78 7.7 76 75 74 73 72 71 7.0 69 68 67 ppm 4.0 35 3.0 25 2.0 ppm

HMBC 'H-13C ((CD3).CO), & (ppm)
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% Transmittance

NOESY 'H-'H ((CD3).CO), & (ppm)

F' | Fqill ‘I it
Il J.'Jﬂ“.h__ Vs I"Ul *U| VLl Ium\___J | uflx___, ) L ppm

(5] -2.8
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|
]
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!
3.4
i
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-
3_,1
|
.
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FT-IR (neat), v (cm™)

100
TLES f/'-\_ .
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., — e = i
8o . n — ,Y b ;E; | ||I .
T oo i I| il
| A il
g 8 AR bl
\ | ]
3 g | |.||n_|.| AN
B @ I“| [ I I..II| |||II|I L I||
- I/ I Iy
e = [' | & | M
S g |/ LA
- lg il | [ =e
813 | &3
=1 1z g8
g 3 [ 'l | 2 .
@ @
70 2 2 | [ & H
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2 | I i
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|”" g
Bal- }|| 8
|
=
8
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1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
3800 3600 3400 3200 3000 2800 2800 2400 2200 2000 1800 1600 1400 1200 1000 800
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Absorbance

UV-Vis (CHsCN), 2 (nm)

2.0
15 4

1.0 A

o

0-0 T T T Ll
190 240 290 340 390 440 490 540

A (nm)

HPLC (A =220 nm)

590

*DAD1 D, Sig=220,4 Ref=500,100 (C:\Users\u...IPPSO 2021-12-20 13-24-45\2021-12-20-P1-E3-TL4+TL5_F14 max D) - DAD1 D, Si
mAU ]

-

o

&
1600 ] T
1400 -]
1200}
1000
800
500

400

200

E——7853

Peak RetTime Type Width Area Height Area
#  [min] [min] [mAU*s] [mAU] %

1 7.853 BV E 0.0401 399.56467 149.81126 6.9752
2 7.927 VW R 0.0487 5328.81641 1647.83044 93.0248

Totals : 5728.38107 1797.64171
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(-)-ESI-MS (m/z)

Intens. -MS, 0.8-1.4min #(45-89)
104
669.1
6-
4.
2,
333.9 S20.7 7927
ol MET 7B 280 | s I TREN Y VO IEO . LA _
200 400 600 800 1000 m/z
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HRMS (m/z)

Intensé_ -MS, 1.3-1.5min #(75-91), Background Subtracted
%102
3340772

669.1635

0_0: b ..Lll - l l

200 400 600 ' 800 ' 1000 ' 1200 1400 miz

Intens

<

=

o
e

669.1635

g
B2

O —y
Lo R

670.1661

0.5 669.6688

671.1685

(=N

250 20211216000002.d: (C36H30013), M-nH ,669.16

2000 669.1603

1500

1000 670.1636

A 671.1669
JAN

500

20211216000002.d: (C36H30013)2, M-nH |1338.32

(=N

250

2000 669.1603

669.6620
1500

1000 670.1636

670.6653
/\ A\ 671.1658

500

]

"e690 6695 6700 6705 "6710 | 6715mz
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Intens. |
*109+
1 334.0772
34
5]
3345789
1_
| 335.0798
01 20271216000002.d: (C36H30013), MnH 66815
2000; 334.0759
15005
1000
] 3345776
5001
] 335.0793
o] 3355798
"7 T 33375 T 33400 33425 33450 33475 33500 33525 33550 33575 miz
Molecular formula Calculated Found
[M=H]~ C36H20013 669.1603 669.1635
[2M=2H]" (CasH29013)2 669.1603 669.1635
[M=2H]% CaeH28013 334.0759 334.0772
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2.14. ((1E,4E)-3-Oxopenta-1,4-diene-1,5-diyl)bis(2-methoxy-4,1-phenylene) bis[3,4,5-
tris((tert-butyldimethylsilyl)oxy)benzoate] (TL6)

HO
HO
1H-NMR (400 MHz, CDs0OD), & (ppm)
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13C-NMR (100 MHz, CDsOD), & (ppm)
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HSQC H-13C (CDs0D), & (ppm)

ol I [ |Ll
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HMBC *H-13C (CDsOD), & (ppm)

ppm

Iy
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%Transmittance

FT-IR (neat), v (cm™)

100 TLS

Absorbance
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HPLC (A = 220 nm)

DAD1 G, Sig=280,4 Ref=500,100 (C:\Users\u._a 2021-12-09 10-37-2412021-12-09-P2-D2-TL6_F63_PurDiester D)
mAU — 5

] g
@D
4 Q
800
700
600
500 |
400

300

200

100

=-=20389

r—— 1 T T~ T T T~ ‘T ‘T ‘T [ ‘" ‘" T T T T T T T
5 10 15 20 25 min

Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*s] [mAU] %
I I

1 20.207 BB 0.0681 3769.46753 861.06512 95.6510
2 20.389 BV 0.0615 171.38843 42.06042  4.3490

Totals : 3940.85596 903.12555

(-)-ESI-MS (m/z)

Intens. -MS, 0.3-0.6min #(7-29)

|
x10 6289
1.0

0.8
0.61
0.41

0.2 520.6 656.6

476.8 oot 7926
2487 3249 3847 l | ' I 7429 l 8623 928
— ‘l‘ —_— n L i i l‘la‘n‘ll — ‘l

100 200 300 400 " 500 ‘600 700 800 900 " miz

T o»

0.0
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(-)-ESI-MS"2 (m/z = 628.9)

intens MS2(629.0), 0.3-0.4min #3-8)
x10° 476.8

1 324.9

628.8

0,00- ‘ L T A T [ T T
200 300 400 500 600 700 miz

(-)-ESI-MS”3 (m/z = 476.8)

MS3(629.0->477.0), 1.1-1.5min #{26-36)
] 3249

1.00-

0751

0.50

0.25-

0.00 : A . i : : : .
200 300 400 500 600 700 miz
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HRMS (m/z)

Intens5 -MS, 0.8-1.3min #(46-76)
%1027

: 314.0612

629.1326

200 ' 400 ' 600 ' 800 ' 1000 ' 1200 ' 1400 " miz

629.1326

1 6296370 630.1357

2.
1 A A 630 6385 631.1379
0

25004 C33H26013, M-nH 629.13
629.1290

2000
15007
1000; 630.1323
5001
] 631.1356
01 FAN

25004 (C33H26013)2, M-nH ,1258.26
629.1290

1500 629.6307
10001
] 630.1323
500§ j\ 630.6340
0l S W A

628.5 629.0 629.5 630.0 630.5 631.0 631.5 miz
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Intens. 4

%1097
7 314.0612

25]
207
157
3 3145631
1.0
0.5 315.0643
3 3155655
0.0

C33H26013, M-nH ,628.12

2000; 314.0603
1500+
1000
1 3145620
5005
] 315.0636
O_' 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 T T T T T 3|‘]5'56'4‘]I T T T T T T T
31375 314.00 31425 31450 31475 31500 315.25 31550 31575 miz
Molecular formula Calculated Found
[M=H]~ Ca3H25013 629.1290 629.1326
[2M=2H]- (CasH25013)2 629.1290 629.1326
[M=2H]% Ca3H24013 314.0612 314.0603
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