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Figure S1: 'H NMR spectrum of compound 1 in CD3COCDs (600 MHz)
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Expanded 'H-NMR spectrum of compound 1

Figure S2
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Figure S3: 1*C NMR spectrum of compound 1 in CD;COCD; (150 MHz)

ga—10

F10

20

Ll

—

30

60

70

1.0 38 36 34 32 30 28 26 24 22 20 1.8 L6 L4 L2 L0 D8 06 04
2 (ppm)

Figure S4: HSQC spectrum of compound 1 in CD3:COCD3 (600 MHz)
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Figure S5: HMBC spectrum of compound 1 in CD3COCD3 (600 MHz)
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Figure S6: 'H- 'H COSY spectrum of compound 1 in CD;COCDs (600 MHz)
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Figure S7: ROESY spectrum of compound 1 in CD3COCD3 (600 MHz)

Qualitative Analysis Report

Data Filename [ESIH202305390.d Sample Name G5-ga-51
Sample ID Pasition PL-A3
Instrument Name Agilent 6520 Q-TOF Acq Method 20160322_MS_ESIH_POS_1min.m
Acquired Time 9/13/2023 10:39:57 IRM Calibration Status
DA Method small molecular data analysis method.m Comment ESIH by fangsu
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
200 1] ESL
%10 € |+ Scan (rt: 0.132-0.149 min, 3 scans) ESIH202305390.d Subtract
1.4
267.1589
1.2
14
0.84
0.6
0.4
0.24 268.1627
0 265.%523 | | 269.1645

260 261 262 263 264 265 266 267 268 269 270 271 272 273 274 275 276 277 278
Counts vs. Mass-to-Charge (m/z)

Formula Calculator Results
[myz Calc m/z |pitf (mpa)  [piff (ppm)  [1on Formula [1on |
0.22]

1 267.1589] 267.1591] 0.82]C15 H23 04 l(M+H)+ ]
=== End Of Report ---
% Agilent Technologies Page 1 of 1 Printed at: 10:44 on: 9/13/2023

Figure S8: HRESIMS spectrum of compound 1
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Figure S9: IR spectrum of compound 1
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Figure S10: Experimental CD spectrum of 1
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Figure S11: '"H NMR spectrum of compound 2 in CD3;COCD3 (600 MHz)
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Expanded 1H-NMR spectrum of compound 2.

Figure S12
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Figure S13: 3C NMR spectrum of compound 2 in CD3COCDs (150 MHz)
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Figure S14: HSQC spectrum of compound 2 in CD3COCD3 (600 MHz)
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Figure S15: HMBC spectrum of compound 2 in CD3;COCD3 (600 MHz)
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Figure S16: 'H- 'H COSY spectrum of compound 2 in CD;COCD; (600 MHz)

© 2024 ACG Publications. All rights reserved.

80

100

F120

140

160

180

200

220




gh-34 0
CO-ZAY-34| acetone  NOESY I
o = .3?"‘} B
1 (- Bﬂ
o 2
‘ G
= L &
H - = @
(6] A N
i 4
o
F5
2
6
—_— ) k7
8
T T T T T T T T T T T T T T 1
7.5 T.0 6.5 6.0 5.5 5.0 1.5 4.0 3.5 30 2.5 2.0 1.5 Lo 0.5
f2 (ppm)
Figure S17: ROESY spectrum of compound 2 in CD3;COCD3 (600 MHz)
Qualitative Analysis Report
Data Filename ESIH202305391.d Sample Name G5-ga-34
Sample ID Position P1-A4
Instrumeant Namea Agilent 6520 Q-TOF Acq Method 20160322 _MS5_ESIH_POS_1min.m
Acquired Time 9/13/2023 10:41:28 IRM Calibration Status
DA Method small mobecular data analysis method.m Comment ESIH by fangsu
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
200 1] ESI
%10 2 |+ Scan (rt: 0.218-0.293 min, 10 scans) ESIH202305381.d Subtract (2}
74 H ;
2371848 -
(@) =
& 5
54
4 4
3
24
238 1887 2
| |
a . |
229 230 231 232 233 234 235 236 237 238 239 240 241 242 243 244 245 246 247
Counts vs. Mass-to-Charge (m/z)
Formula Calculator Results
Calc mjz Diff (mDa Diff Ton Formula Ion
237.1848| 237.1849 0.12] 0.51]C15 H25 02 (M+H)+
=== End Of Report -
: Agilent Technelogies Page 1of 1 Printed at: 10:47 on: 9/13/2023

Figure S18: HRESIMS spectrum of compound 2
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Figure S19: IR spectrum of compound 2
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Figure S20: Experimental CD spectrum of 2
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Figure S21. Scifinder search report of the new compounds 1 and 2
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Table S1: The comparison *C NMR data of the new compounds 1-2 and the most similar

compounds.
No 12 Eupatorid A 22 32
dc, type dc, type dc, type dc, type
1 58.2,d 59.6,d 43.1,1 43.0,t
2 2134, s 202.3,s 199.2,s 198.7,s
3 55.1,d 134.7,s 136.0, s 131.9,s
4 39.0,d 49.7,d 148.1,d 147.8,d
5 45.5,d 47.5,d 38.6,d 38.1,d
6 39.4d 39.2d 48.4,6 46.5,d
7 58.0,d 59.2,d 67.0,d 66.4,d
8 16.0,q 17.5,q 44.4,1 4338t
9 25.4,d 143.1, s 30.6,d 25.5,d
10 214, q 20.0, q 49.3,d 52.4,d
11 21.1,q 22.9,q 16.1,q 15.8,
12 207.5,s 207.2,s 28.1,d 235,d
13 28.9,q 28.9,q 21.0,q 21.0,q
14 38.9,t 39.3, t 185, 19.1, q
15 172.8,s 1734, s 19.3,q 20.6,q

a): The 3C NMR data of all compounds were recorded at 150 MHz, with (CD3).CO as solvent.
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