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Abstract

Investigation of the n-BuOH extract of the aerial parts of Elsholtzia bodinieri led to
the isolation of seven new triterpenoid saponins, Bodiniosides S - Y (1 — 7, resp.).
Their strictures were elucidated on the basis of spectroscopic techniques, including
HSQC, HSBC, and HSQC-TOCSY experiments, together with acid hydrolysis and
GC analysis. Anti-influenza activities of compounds 1 - 7 were evaluated against
A/WSN/33/2009 (HINT1) virus in MDCK cells. As the results, compounds 2 and 5
exhibited potent anti-influenza activities against A/WSN/33/2009 (HIN1), with
inhibition rate of 35.33% and 24.08%, respectively.
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Figure S2 '"H NMR spectrum of compound 1(600 MHz, pyridine-ds)
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Figure S3 *C NMR spectrum of compound 1(150 MHz, pyridine-ds)
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Figure S4 HSQC spectrum of compound 1
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Figure S5 HMBC spectrum of compound 1
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Figure S6 HRESIMS spectrum of compound 1
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Figure S7 Key HMBC correlation of compound 2
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Figure S8 '"H NMR spectrum of compound 2(600 MHz, pyridine-ds)
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Figure S9 *C NMR spectrum of compound 2(150 MHz, pyridine-ds)
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Figure S10 HSQC spectrum of compound 2
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Figure S11 HMBC spectrum of compound 2
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Figure S12 HRESIMS spectrum of compound 2
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Figure S13 Key HMBC correlation of compound 3
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Figure S14 '"H NMR spectrum of compound 3 (600 MHz, pyridine-ds)
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Figure S15 *C NMR spectrum of compound 3(150 MHz, pyridine-ds)
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Figure S16 HSQC spectrum of compound 3
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Figure S17 HMBC spectrum of compound 3
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Figure S18 HRESIMS spectrum of compound 3
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Figure S19 Key HMBC correlation of compound 4
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Figure S20 '"H NMR spectrum of compound 4 (600 MHz, pyridine-ds)
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Figure S21 *C NMR spectrum of compound 4(150 MHz, pyridine-ds)
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Figure S22 HSQC spectrum of compound 4
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Figure S23 HMBC spectrum of compound 4
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Figure S24 HRESIMS spectrum of compound 4
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Figure S25 Key HMBC correlation of compound 5
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Figure S26 '"H NMR spectrum of compound 5 (600 MHz, pyridine-ds)
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Figure S27 3C NMR spectrum of compound 5(150 MHz, pyridine-ds)
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Figure S28 HSQC spectrum of compound 5
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Figure S29 HMBC spectrum of compound 5
Qualitative Analysis Report
Data Filename fismw 35.4 Sample Name w35
Sample Type Samph: Pasition Pi-8&
InStru et Hae MU § User Mame
Ay Method SEELRESTH.m Acguired Time 233015 3:55:03 PH
IRM Calibwathon Status N o Hethod ESLe.m
[
Sample Group Enife.
Acquisition SW E00 series TOF/G 500 series
Lo FTOF BOS0d [BS125.2)
User Specira
Fregmantor Yoltage Collmion Crergy lomiration Mods
13 a =
w103 | S 002050 336 min, B Soans] Mewd5d Subieao (3
103 S
& [ 4]
n
p
E
14
o AR TR ez IARd IARE  TARR T [T TR ]
Coumis v, Massdo-Chaige [miz)
Peak List
[E7F T_[Abund Femmula | LT
3610405 1 lw
1043.5417 2 1530524
10 55 2 |BdEA.E
1068 5454 1 |BdELOR OS5 Had O KOO0
1008905505 1 |S360.31 (C53 Had O3 K CO0H
1006.5393 1 |67E0.35
1057 5343 1 |13300013
[CaltulatedHz

1044, 55

[H= G {mila] L
1089.5487| 030 5454 24 a0 11,0000

L 60

L 80

= 100

k120

L 140

L 160

L 180

200

f1 (ppm)



Figure S30 HRESIMS spectrum of compound 5
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Figure S32 '"H NMR spectrum of compound 6 (600 MHz, pyridine-ds)
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Figure S33 *C NMR spectrum of compound 6(150 MHz, pyridine-ds)
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Figure S34 HSQC spectrum of compound 6
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Figure S35 HMBC spectrum of compound 6
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Figure S36 HRESIMS spectrum of compound 6

Figure S37 Key HMBC correlation of compound 7
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Figure S38 '"H NMR spectrum of compound 7 (600 MHz, pyridine-ds)
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Figure S39 3C NMR spectrum of compound 7(150 MHz, pyridine-ds)
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Figure S40 HSQC spectrum of compound 7
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Figure S41 HMBC spectrum of compound 7
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Figure S42 HRESIMS spectrum of compound 7
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