Supporting Information

Rec. Nat. Prod. 17:2 (2023) 312-317

Myrrhalindenane C, A New Eudesmane Sesquiterpenoid

From Lindera Myrrha Roots

Hoang-Dung Nguyen 12, Huy Truong Nguyen 3, Thi-Hoai-Thu Nguyen 4,
Jirapast Sichaem ° Huu-Hung Nguyen®, Ngoc-Hong Nguyen’
and Thuc-Huy Duong 8

YInstitute of Tropical Biology, Vietnam Academy of Science and Technology, Ho Chi Minh City,
Vietnam
2NTT Hi-Tech Institute, Nguyen Tat Thanh University, Ho Chi Minh city, Vietnam
*Faculty of Pharmacy, Ton Duc Thang University, Ho Chi Minh City, Vietnam

*Faculty of Basic Sciences, University of Medicine and Pharmacy at Ho Chi Minh City, 217 Hong

Bang Street, District 5, Ho Chi Minh City 700000, Vietnam
*Research Unit in Natural Products Chemistry and Bioactivities, Faculty of Science and Technology,
Thammasat University Lampang Campus, Lampang 52190, Thailand

®Faculty of Applied Technology, School of Engineering and Technology, Van Lang University, 45
Nguyen Khac Nhu, District 1, Ho Chi Minh City, Vietnam

CirTech Institute, HUTECH University, 475 A Dien Bien Phu Street, Binh Thanh District, Ho Chi

Minh City 700000, Vietnam
8Department of Chemistry, Ho Chi Minh City University of Education, Ho Chi Minh City, Vietnam

Table of Contents Page

Figure S1: HRESIMS spectrum of 1. 3
Figure S2: The *H NMR spectrum of 1 in acetone-ds. 4
Figure S3: The 3C NMR spectrum of 1 in acetone-ds. 5
Figure S4: The HSQC spectrum of 1 in acetone-ds. 6
Figure S5: The HMBC spectrum of 1 in acetone-de. 7
Figure S6: The HMBC spectrum of 1 in acetone-ds (expansion). 8
Figure S7: The NOESY spectrum of 1 in acetone-ds. 9
Figure S8: The NOESY spectrum of 1 in acetone-ds (expansion). 9

Figure S9: ECD spectrum of 1. 10
Figure S10: Four possible stereoisomers of 1. 11
Figure S11: The *H NMR spectrum of 2 in DMSO-dg 12
Figure S12: The **C NMR spectrum of 2 in DMSO-ds. 13
Figure S13: HMBC spectrum of 2 in DMSO-ds. 14

© 2022 ACG Publications. All rights reserved.



Figure S14: The *H and **C NMR spectrum of 3 in methanol-d, 15

Figure S15: HSQC and HMBC spectra of 3 in methanol-da 16
Figure S16: The *H NMR spectrum of 4 in acetone-ds 17
Figure S17: The *H and **C NMR spectrum of 5 in acetone-ds 18
Figure S18: The HMBC spectrum of 5 in acetone-ds 19
Figure S19: The *H and **C NMR spectrum of 6 in methanol-d4 20
Figure S20: The *H NMR spectrum of 7 in acetone-ds 21
Figure S21: The *H and **C NMR spectrum of 8 in acetone-ds 22
Figure S22: UV and IR spectra of 1 23
Figure S23: Scifinder searching for 1 24
Table S1: *H NMR (500 MHz, 8w, multi, (J in Hz) and *C NMR (125 MHz) spectral data of 25

comparison of compound 1 and eudebeiolide J

© 2022 ACG Publications. All rights reserved.



X10 4 -ESI Sean (rt: 0.322 min) Frag=140.0V LD.d

5.2

95.1189

4.8
46
4.4
4.2

3.8
36
34
32

2.8
26
24
22

293.1032

18
16
14

291.0870

1.2

277.1081

0.8
0.6

225.9272
237.0769
255.0879

263.0925

269.1037
281.1037

287.0690
299.0700

0.4
0.2

oLt .lh‘.!. | ;i.n!.{..|,|.l.l.ml.‘]t I.I\I.L\l.h‘ll | | |I|g l\p LLildl |

j )
220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Counts vs. Mass-to-Charge (m/z)

x10 4 |-ES! Scan (rt: 0.316 min) Frag=140.0V LA.d
1.8

3
295.1191

0.9

08

0.7

295.0794

0.6

294.1067

05

0.4

296.1230

0.3

02

295.0345
295.1534

0.1

294.0750
— 294.1381

|- 296.1580

01— - | -

294 2942 2944 2946 294.8 295 295.2 295.4 2956 2958 296
Counts vs. Mass-to-Charge (m/z)

Figure S1: HRESIMS spectrum of 1.
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Figure S2: The *H NMR spectrum of 1 in DMSO-ds.
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Figure S3: The **C NMR spectrum of 1 in DMSO-ds.
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: The HSQC spectrum of 1 in DMSO-ds.
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Figure S5: The HMBC spectrum of 1 in DMSO-ds.

© 2022 ACG Publications. All rights reserved.



- L] -]

-20
-30

-50
-60

-80
-90
-100
-110
° & -120
-130

. o| -140

48 46 44 4.2 40 3.8 3.6 3.4 3.2 3.0 28 26 24 2.2 2.0 18 16 14 1.2 1.0

Figure S6: The HMBC spectrum of 1 in DMSO-ds (expansion).
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Figure S7: The NOESY spectrum of 1 in DMSO-ds.
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Figure S8: The NOESY spectrum of 1 in DMSO-ds (expansion).
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Figure S10: Four possible stereoisomers of 1.
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Figure S11: The *H NMR spectrum of 2 in DMSO-ds.
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Figure S12: The *C NMR spectrum of 2 in DMSO-ds.
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Figure S13: HMBC spectrum of 2 in DMSO-ds.
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Figure S14: The *H and **C NMR spectrum of 3 in methanol-d;
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Figure S15: HSQC and HMBC spectra of 3 in methanol-d,
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Figure S16: The *H NMR spectrum of 4 in acetone-ds
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Figure S20: The *H NMR spectrum of 7 in acetone-ds
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Figure S21: The 'H and **C NMR spectrum of 8 in acetone-ds
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Figure S22: UV and IR spectra of 1.
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Table S1. 'H NMR (500 MHz, &n, multi, (J in Hz) and C NMR (125 MHz) spectral data of
comparison of compound 1 and eudebeiolide J

1 Eudebeiolide J [1]
No. (DMSO-ds) (methanol-d4)
ou(Jin H2) oc ou(Jin H2) oc
1 321, d,J=40 76.6 337,d 1=42 758
2 3.84, m 70.4 4.24. brs 68.0
3 5.57, brs 122.9 531, s 124.9
4 137.7 137.1
5 2.21.d J=135 309  2.36,brd, J=135 438
2.96.d.J=10.0 2.95 dd J=13.2 3.6
6 218, dd J=135 100 223 2261 J=13212 243
7 161.6 163.0
8 104.6 106.1
188,d J=135 207, d =132
9 186.d J=135 454 197.d J=13.2 46.1
10 36.8 42.0
11 120.4 122.9
12 171.8 174.6
13 173, 7.9 183, 8.2
14 1.03.s 16.1 113 s 16.4
401 dd J=135 55 ~

15 o0 Ciaeee 628 178,d.J=06 21.4

1-OH 485 d, J=40

2-OH 480 d J=45

8-OH 712.s

15-OH 4751 J=55

[1] H.-

J. Jang, S. Lee, S.-J. Lee, H.-J. Lim, K. Jung, Y.H. Kim, SW. Lee and M.-C. Rho (2017). Anti-
inflammatory activity of eudesmane-type sesquiterpenoids from Salvia plebeia, J. Nat. Prod. 80,
2666-2676.
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