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Figure S1: EI-MS spectrum of 1 [M - H,0 + H]*

© 2022 ACG Publications. All rights reserved.



Sample Name EL-1 Position P2-A1 Name 1

User Name Inj Vol 10 InjPosition

Sample Type Sample IRM Calibration Status  Not Applicable Data Filename EL-1-d

ACQ Method NEG -Single 6min-1200.m Comment Acquired Time 10/28/2022 10:02:48 AM

x10 5 -ESI Scan:1 (scans: #40) Frag=150.0V CF=0.000 DF=0.000 EL-1-.d
4.2
4]
3.8
3.6
3.4+
3.2
34
599.0000
28 m/z 599.0000 [M + CIJ"

264
24

224

12 601.1000

0.8
0.6
0.4+

02 588.5000 597.3000 603.3000

.H Ll T oy o ! | S O P GNP O

588 589 590 501 592 593 594 595 596 597 598 599 600 601 602 603 604 605 606 607 608 609 610
Counts vs. Mass-to-Charge (m/z)

o

Figure S2: EI-MS spectrum of 1 [M + CI]
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Figure S3: HR-ESI-MS spectrum of 1
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Figure S5: *H-NMR (600 MHz, CDCls) spectrum of 1 (From 61 0.9 ppm to 51 4.0 ppm)
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Figure S6: *H-NMR (600 MHz, CDCls) spectrum of 1 (From &y 4.0 ppm to Ju 7.8 ppm)
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Figure S7: **C-NMR (600 MHz, CDClIs) spectrum of 1
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Figure S13: HMBC spectrum of 1 (From déc 10 ppm to dc 50 ppm )
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Figure S16: *H-'H COSY spectrum of 1
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Figure S17: NOESY spectrum of 1
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4 R=benzoyl
2 R=benzoyl 5 R=phenylacetyl
3 R=phenylacetyl 6 R=nicotinoyl

11 R =benzoyl, Ry=acetyl 17 R =benzoyl, R,=H Ry=acetyl

7 R =cinnamoyl, R,=benzoyl, R;=R,=Ac 12 R, =phenylacetyl, R,=acetyl 18 Ry=benzoyl, Ry=Ry=acety]
8 R =benzoyl, Ry=H, Ry=R =Ac 13 R =phenylacetyl, R,=H

9 Rj=Ry=benzoyl, Ry=Ac, Ry=H 14 R =cinnamoyl, R,=H

10 R, =benzoyl, R,=Ac, Ry=H, Ry=Ac 15 R =hexanoyl, Ry=acetyl

16 R y=cinnamoyl, R,=acetyl

19 R, =benzoyl, R;=Ac
20 Ry=phenylacetyl, Ry=Ac
: 21 Ry=phenylacetyl, Ry=H

£y

Benzoyl=

Figure S18: Structures of isolated compounds Euphorbia lathyris (1-23)

— I COSY '

—» HMBCHto C

... NOSEY

Figure S19: Selected HMBC, *H-'H COSY and NOESY correlations of compound 1.
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Table S1: H (600 MHz) and *3C (150 MHz) NMR data for compound 1 (CDCls, & in ppm, J in Hz)

position oH oC

1 3.41(1H,dd, J=14.4,8.7) 48.1
1.65 (1H, m)
2 2.26 (1H, m, H-2) 37.9
3 571 (1H,t,J =3.6) 78.7
4 2.36 (1H, dd, J=8.2, 3.5) 52.3
5 5.32(1H,d,J=8.2) 76.4
6 130.2
7 5.83 (1H, dd, J=11.5,5.2) 135.4
8 2.41 -2.46 (2H, m) 24.1
9 1.29 (1H, m, H-9)° 30.6
10 25.3
1 1.47 (1H, dd, J = 11.6, 8.6) 27.8
12 6.49 (1H, m)? 142.7
13 134.6
14 197.0
15 93.2
16 0.96 (3H,d, J=6.7) 141
17 455 (1H,d,J=12.7) 65.4
441 (1H,d,J=12.7)

18 1.30 (3H, s, H-18" 17.2
19 1.19 (3H, s, H-19) 28.7
20 1.77 (3H, s) 12.1
1 166.4
2 6.49 (1H, d%) 118.6
3 7.74 (1H, d) 144.8
4 134.5
5' 128.1
6' 7.40 (1H, m) 129.1
I 7.40 (1H, m) 130.3
g8 7.40 (1H, m) 129.1
9 7.53 (1H, m) 128.1
1" 169.7
2" 2.20 (3H,9) 22.4
1 172.1
2" 2.06 (3H, s) 21.5

a.b Qverlapping signals

© 2022 ACG Publications. All rights reserved.

13



-
[4,]
]

) BT-549
(&Ji -~ Compound 3
= —+ Compound 10
% 1.0 Compound 14
‘E Compound 22
=
8 0.5
=
£
3 -
& 0.0'. T 1

0 5 10 15 20 (UM)

Figure S20: Inhibitory rate of compounds with different concentrations on BT-549 cells.
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Figure S21: Inhibitory rate of compounds with different concentrations on MDA-MB-231
cells

Table S2 : Cytotoxic activity (ICsp in uM)

Compound ICso (UMD
MDA-MB-231 | BT-549
1 21.3 >30
2 15.3 >30
3 >30 10.1
10 >30 7.4
14 16.3 9.9
22 5.7 4.7

© 2022 ACG Publications. All rights reserved.
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,///////H

compound 16

Figure S23: The structure is most similar to compound 1

Table S3: The *H NMR data for compound 1 and the similar compound

position 1 16

1 3.41 (1H,dd, J=14.4,8.7) 3.60 (1H, dd, J =14.0, 8.1)
1.65 (1H, m) 1.55 (1H, m)

2 2.26 (1H, m, H-2)

3 5.71 (1H,t,J=3.6) 543 (1H,t,J = 3.5)

4 2.36 (1H, dd, J=8.2, 3.5) 2.80 (1H, dd, J =11.0, 3.5)

5 5.32(1H,d,J=8.2) 5.67 (1H, d, J =11.0)

6

7 5.83 (1H, dd, J=11.5,5.2) 2.20, 2.38 (2H, m)

8 2.41-2.46 (2H, m) 1.52,2.24 (2H, m)

9 1.29 (1H, m, H-9)P 1.10 (1H, m, H-9)

10

1 1.47 (1H, dd, J = 11.6, 8.6) 1.43 (1H, dd, J =115, 8.0)

12 6.49 (1H, m)? 6.58 (1H, d, J =11.5)

13

14

15

16 0.96 (3H,d, J=6.7) 1.01(3H,d,J=6.7)

17 455 (1H,d,J=12.7) 4.14 (1H,d,J=12.2)
441 (1H,d,J=12.7) 438 (1H,d,J=12.2)

18 1.30 (3H, s, H-18" 1.17 (3H, s, H-18)

19 1.19 (3H, s, H-19) 1.05 (3H, s, H-19)

20 1.77 (3H, s) 1.85 (3H, s)

2' 6.49 (1H, d9 6.49 (1H, d9

3 7.74 (1H, d) 7.73 (1H, d)

6' 7.40 (1H, m) 7.41 (1H, m)

7 7.40 (1H, m) 7.41 (1H, m)

8' 7.40 (1H, m) 7.41 (1H, m)

9 7.53 (1H, m) 7.55 (1H, m)

2" 2.20 (3H,9) 2.02 (3H,9)

2" 2.06 (3H, s) 2.06 (3H, s)

b Qverlapping signals

© 2022 ACG Publications. All rights reserved.

16



Table S4: The BC NMR data for compound 1 and the similar compound

position 1 16
1 48.1 44.8
2 37.9 38.7
3 78.7 80.9
4 52.3 50.6
5 76.4 140.4
6 130.2 145.0
7 1354 34.1
8 241 29.1
9 30.6 32.3
10 25.3 24.8
1 27.8 28.5
12 142.7 147.0
13 134.6 134.3
14 197.0 194.4
15 93.2 94.6
16 141 13.8
17 65.4 64.0
18 17.2 29.3
19 28.7 16.1
20 12.1 12.3
1 166.4 166.2
2' 118.6 118.2
3 144.8 124.9
4 134.5 1324
5' 128.1 128.0
6' 129.1 128.9
Ia 130.3 1304
8 129.1 128.9
9 128.1 128.0
1" 169.7 169.4
2" 22.4 20.9
1 172.1 170.7
2" 21.5 21.5
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