Supplementary material

Cytotoxic activity (screening)

Table S1. Cytotoxic activity of the A. amadelpha extract and compounds 1-3 and 5

Cytotoxic activity
MCF-7 DU-145 HelLa Panc-1 Skov-3
Sample %Viability %Viability %Viability  %Viability  %Viability
(10 um) (10 um) (10 um) (10 um) (10 uMm)
Extract* 28.53 26.91 10.41 50.14 81.57
1 58.89 40.17 40.92 97.16 81.24
2 36.88 35.73 46.38 100.08 73.31
3 78.96 38.26 37.31 98.20 69.87
5 96.50 33.10 32.42 95.56 60.30
* The viability% of the extract was measured at 100 pg/mL.
Table S2. 1D-NMR spectral data of compounds 3 — 6 in CD;0D
3 4% 5 6
C/H
13C lH \]HZ 13C lH \]HZ 13C lH \]HZ 13C lH JHZ
1 129.3 129.8 130.5 129.6
2 1325 7.74,d,85 130.6 7.75,dd, 1.8, 8.4 131.4 7.79,dd, 1.8,8.4 128.7 7.79,dd, 1.6, 8.4
3 116.5 6.88,d,85 1159 7.03,d,84 1143 6.97,d,84 114.7 6.88,d,84
4 164.1 160.4 162.6 156.4
5 1165 6.88,d,85 1104 83.7 108.6
6 1325 7.74,d,85 1347 8.04,d,18 141.3 8.26,d,1.8 134.3 8.10,d,1.6
7 1912 9.75,s 190.1 9.75,s 190.0 9.73,s 172.1

* NMR spectral data of compound 4 in DMSO
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Fig. S1: "H-NMR spectrum of compound 1 in CD;0D
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Fig. S2: HH-COSY NMR spectrum of compound 1 in CD;0D
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Fig. S3: ®*C-NMR spectrum of compound 1 in CD;0D
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Fig. S4: *C-DEPT135 NMR spectrum of compound 1 in CD;0D
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Fig. S5: HSQC NMR spectrum of compound 1 in CD;0D
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Fig. S6: HMBC NMR spectrum of compound 1 in CD;0D
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Fig. S7: HMBC NMR spectrum (84 9.7-6.5 and 6¢ 80-200) of compound 1 in CD;0OD
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Figure S8: (-) ESI-MS spectrum of compound 1




Compound 2

Agrzs
FPROTON MeCD {C:‘\Bruker\TcpSpin3.2} nmr 11

Co><)

irameters
i Agr2s
EXPNC 10
o o
g2 S5 53 BRocwo 1
[ S - [~ - [~ o
. R . F2 - Acquisition Parameters
<0 @ Lol ol el oo Date_ 20190214
Y / Time 15.12 h
\/ é// Y, INSTRUM spect
PROBHD  Z117768_0041 |
PULPRCG zg30
™ 65536
SOLVENT M=0D
HE 1e
DS 2
SWH 12019.230 Hz
FIDRES 0.3E6T%E Hz
AD 2.7262976 sec
RG 31.5%
'y 41.800 usac
DE 25.00 usec
TE 298.0 K
| DL 1.00000000 sec
DO 1
SFOL £00.153705% MHz
” “| | HUC1 1n
I | 31 3.00 usec
N N ! I Uk_)".,, PLWL 5.72669983 W
F2 - Processing parameters
T T T T T T T T T T T T T T T T 1 i EonaE
8.2 8.0 7.8 7.6 7.4 7.2 7.0 oI SF £00.1500000 MHz
WDW EM
SEB ]
LB 0.30 Hz
GB o
C 1.00
_ " . 1__ DU 1. . D Y | O S _n_/‘u.
T T T T T T T T T T T T T T T T T
105 100 95 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 3.5 3.0 2.5 20 1.5 ppm
)L || I I
(=) o ~ ]
3 = & Q|
o - - -
- . 1 .
Fig. S9: "H-NMR spectrum of compound 2 in CD;0D
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Fig. $10: *C-NMR spectrum of compound 2 in CD;0D
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Fig. S12: HMBC NMR spectrum of compound 2 in CD;0D
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Fig. S11: HSQC NMR spectrum of compound 2 in CD;0D
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Fig. S13: EI-MS spectrum of compound 2
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Compound 3
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Fig. S14: "H NMR spectrum of compound 3 in CD;0D
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Fig. S15: HH-COSY NMR spectrum of compound 3 in CD;0D
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Fig. S16: **C NMR spectrum of compound 3 in CD;0D
Fig. S17: **C-DEPT135 NMR spectrum of compound 3 in CD;0D
] |
I
:—%
L=
s
-2
-8

F2 [ppm]

Fig. S18: HSQC NMR spectrum of compound 3 in CD;0D
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Fig. S19: HMBC NMR spectrum of compound 3 in CD;0D
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Fig. S20: EI-MS spectrum of compound 3



