Supporting Information

Rec. Nat. Prod. 13:6 (2019) 483-490

A New Dimeric Sesquiterpenoid from Chloranthus japonicus Sieb.

Qiyan Lit, Yan Wang?, Songsong Wen?, Ying Wu?, Lihua Xu'* and

Zhenliang Sun®

'Health Food and Cosmetics Laboratory at Shandong Institute for Food and Drug Control, Jinan
Shandong 250101, China
2Shanghai Putuo District Liqun Hospital, N0.910, Tao-pu Road, Shanghai 200333, China
$Shanghai University of Medicine & Health Science Affiliated sixth People’s Hospital South
Campus, Shanghai 201499, China
Table of Contents Page

Figure S1 : HRESIMS spectrum of compound 1 3
Figure S2 : *H NMR spectrum of compound 1

Figure S3 : *C NMR and DEPT spectra of compound 1
Figure S4 : *H-*H COSY spectrum of compound 1
Figure S5 : HSQC spectrum of compound 1

Figure S6 : HMBC spectrum of compound 1

Figure S7 : NOESY spectrum of compound 1

Figure S8 : UV spectrum of compound 1

Figure S9 : Experimental ECD spectrum of 1

Figure S10 : IR spectrum of compound 1

Figure S11 :HRESIMS spectrum of compound 2

Figure S12 : *H NMR spectrum of compound 2

Figure S13 : **C NMR and DEPT spectra of compound 2
Figure S14 : *H-*H COSY spectrum of compound 2

© ©O© 00 00 N N oo o o o b~ B~ W

* Corresponding author: E-Mail: 1336504774@qg.com; Phone: 086-531-81216510
" Corresponding author: E-Mail: hopel126@hotmail.com; Phone: 086-21-57423899

Qi-Yan Li and Yan Wang contributed equally to this work.



Figure S15 :
Figure S16 :
Figure S17 :
Figure S18 :
Figure S19 :
Figure S20 :
Figure S21 :
Figure S22 :
Figure S23 :
Figure S24 :
Figure S25 :
Figure S26 :
Figure S27 :
Figure S28 :
Figure S29 :

HSQC spectrum of compound 2
HMBC spectrum of compound 2
NOESY spectrum of compound 2

UV spectrum of compound 2

IR spectrum of compound 2
HRESIMS spectrum of compound 3
'H NMR spectrum of compound 3

3C NMR and DEPT spectra of compound 3
'H-*H COSY spectrum of compound 3
HSQC spectrum of compound 3
HMBC spectrum of compound 3
NOESY spectrum of compound 3

UV spectrum of compound 3

IR spectrum of compound 3

Optimized conformers (>1%) of 1

10
10
11
11
11
12
12
13
13
14
14
15
15
15
16




x106

s 522.2485

6

4

2 527.2048

) 4752121 ag07 4972000 5052264 L 5411890 | 5502678 5682385752751  587.0363 605.2865

455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 500 595 600 605 610
Counts vs. Mass-to-Charge (m/z)
Formula Score (MFG) Mass Mass (MFG)  m/z (calcd.) Diff (ppm) m/z
C3oH3207 100 504.2147 504.2148 522.2486 0.26 522.2485
C3oH3207 99.96 504.2156 504.2148 527.2040 -1.54 527.2048
Figure S1: HRESIMS spectrum of 1
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Figure S2: *H NMR spectrum of 1
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Figure S3: *C NMR and DEPT135 spectra of 1
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Figure S4: *H-'H COSY spectrum of 1



HSQC

il )

I

b

ppm

- 20

- 40

100

120

140

160

180

Figure S5: HSQC spectrum of 1
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Figure S6: HMBC spectrum of 1
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Figure S8: UV spectrum of 1
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Figure S9: ECD spectrum of 1
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Figure S10: IR spectrum of 1
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Figure S11: HRESIMS spectrum of 2
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Figure S12: *H NMR spectrum of 2
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Figure S13: C NMR and DEPT135 spectra of 2
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Figure S14: *H-'H COSY spectrum of 2
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Figure S15: HSQC spectrum of 2
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Figure S16: HMBC spectrum of 2
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Figure S17: NOESY spectrum of 2
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Figure S18: UV spectrum of 2
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Figure S19: IR spectrum of 2
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Figure S20: HRESIMS spectrum of 3
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Figure S21: *H NMR spectrum of 3
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Figure S22: **C NMR and DEPT135 spectra of 3
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Figure S23: H-'H COSY spectrum of 3
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Figure S24: HSQC spectrum of 3
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Figure S25: HMBC spectrum of 3
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Figure S27: UV spectrum of 3
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Figure S28: IR spectrum of 3
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Figure S29: Optimized conformers (>1%) of 1
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