Supporting Information

Rec. Nat. Prod. X:X (2023) XX-XX

Eupatorione A, an Unusual Sesquiterpenoid from the Aerial Parts

of Eupatorium adenophorum

Hao Geng*!, Wen-Jie Gu?, Jia-Hui Luo?, Yong-Xun Yang*? and Yang

Yu*3,4

!Department of Sciences, Xichang University, Xichang, Sichuan 615000, P. R. China
2Department of Animal Sciences, Xichang University, Xichang, Sichuan 615000, P. R. China
®School of Pharmacy, Anhui University of Chinese Medicine, Hefei, 230012, P. R. China

*Institute of Medicinal Chemistry, Anhui Academy of Chinese Medicine, Hefei, 230012, P. R. China

Table of Contents Page

Figure S1: 1H NMR spectrum of compound 1 in CD3COCD3 (600 MHz)

Figure S2 : Enlarge *H NMR spectrum of compound 1 in CD3sCOCD; (600 MHz)
Figure S3 : C NMR spectrum of compound 1 in CDsCOCDs (150 MHz)
Figure S4 : HSQC spectrum of compound 1 in CD;COCD; (600 MH2z)
Figure S5 : HMBC spectrum of compound 1 in CD;COCD; (600 MHz)
Figure S6 : *H- *H COSY spectrum of compound 1 in CD;COCDs (600 MHz)
Figure S7 : ROESY spectrum of compound 1 in CD;COCD; (600 MHz)
Figure S8 : MS spectrum of compound 1

Figure S9 : HRESIMS spectrum of compound 1

Figure S10 : IR spectrum of compound 1.

Figure S11 : UV spectrum of compound 1

© 00 N o o &~ B~ P PP OLOWLODN

Figure S12 : The Scifinder similarity report for 1
Table S1 : Crystal data for 1

[EEN
o

© 2023 ACG Publications. All rights reserved.



ga33

o™~
37 hsqe ® 53 Hs9IIS R S 5. 06
< 5 ocicicicccoc~ oS0 ]
| | ~7 Ne=mem—" | ~ |
[-4. 5E+
4. OE+
3. 5E4
[3. OE+
2. 5t
2. 0E
Hi.5E
I\
|
[-1. OE+
I 5. OE+
|
‘ il 1
. _J!JL__..,M Lo.oe
i e SR e 0. 08
) I 29852332828
“ ? QRUEARIRD R Q
S S rYoroanNcSonN®
: : : ‘ ; : : : ‘ ‘ ; . : : ‘ : ; : : : ‘
10.0 9.5 9.0 B.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 1.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

f1 (ppm)

Figure S1 : 'H NMR spectrum of compound 1 in CDsCOCD; (600 MHz)
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Figure S2 : Enlarge *H NMR spectrum of compound 1 in CDsCOCD; (600 MHz)
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Figure S3 : 3C NMR spectrum of compound 1 in CDsCOCD; (150 MHz)
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Figure S4 : HSQC spectrum of compound 1 in CD;COCD; (600 MHz)
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Figure S5 : HMBC spectrum of compound 1 in CDsCOCD; (600 MHz)

© 2023 ACG Publications. All rights reserved.



Me-15

13-OH

H-9S

galdld
ga33

Me-14

Me-15

£

T T T T T T T T
.6 4.4 4.2 40 38 36 3.4 3.2

T T T T T
30 2.8 2.6 24 2.2

T T T T T T T T
20 1.8 L6 L4 L2 LO 08 0.6

Figure S6 : *H- *H COSY spectrum of compound 1 in CD;COCDs (600 MHz)

Figure S7 : ROESY spectrum of compound 1 in CD;COCDs (600 MHZz)
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D:\RawData\...\20230505\ESIL202302932 AB-AB-Ga-3-3

Thermo Fisher FINNIGAN LTQ\ESI-LR\BY HuangQiongPing

05/05/23 10:11:14

ESIL202302932 #43-44 RT: 0.15-0.16 AV: 2 SB: 15 0.01-0.06 NL: 5.68E3
T: ITMS + ¢ ESI Full ms [50.00-2000.00]
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Figure S8 : MS spectrum of compound 1
Qualitative Analysis Report
Data Filename ESIHZ02302975.d Sample Name AB-AB-Ga-3-3
Sample ID Position P1-AL
Instrument Name Agilent 6520 Q-TOF Acq Method 20160322_MS_ESIH_POS_1min.m
Acquired Time 5/5/2023 13:20:26 IRM Calibration Status
DA Method small molecular data analysis method.m Comment ESIH by fangsu
User Spectra
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Figure S9 : HRESIMS spectrum of compound 1
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Figure S10: IR spectrum of compound 1
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Figure S11 : UV spectrum of compound 1
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Figure S12 : The Scifinder similarity report for 1
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Table S1 : Crystal data for 1

Identification code

cu_2023603_0m

Empirical formula
Formula weight
Temperature/K
Crystal system

Space group
alA
b/A
c/A
a/°
pre
y/°
Volume/A3
z
Pcalcg/ cm?®
wmm?
F(000)
Crystal size/mm?
Radiation
20 range for data collection/°
Index ranges
Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F2
Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A3
Flack parameter

C15H2003
248.31
100
monoclinic
P2;
7.0436(5)
7.0873(5)
13.7049(10)
90
96.271(4)
90
680.06(8)
2
1.213
0.669
268.0
0.11 x 0.03 x 0.01

CuKa (A = 1.54178)

6.488 to 148.928

-7<h<8,-8<k<8,-16<1<17

12254

2765 [Rint = 0.1181, Rsigma = 0.1109]

2765/1/168
1.086

R: =0.0831, wR. = 0.2137
R1=0.0874, wR. = 0.2189

0.56/-0.34
-0.3(2)
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