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Abstract:

Investigation of the n-butanol extract of Flos populi led to the isolation of one new phenolic
glycoside, 4'-hydroxybenzyl-2-hydroxybenzoate-1'-O-f-D-glucopyranoside (1), together with
twelve known compounds, which have been determined on the basis of spectroscopic analysis
including UV, IR, HR-ESI-MS and 1D/2D NMR. The antioxidant capacity of all compounds
were evaluated by ABTS radical-scavenging test and ferric reducing antioxidant power
(FRAP) assay. And during a screening procedure for the anti-inflammatory activities among
most compounds on lipopolysaccharide (LPS)-stimulated RAW 264.7 macrophage cells,
compound 13 exhibited remarkable inhibitory effects on nitric oxide (NO), tumor necrosis
factor-a (TNF-a), interleukin (IL)-6 and IL-1B, suggesting that it might be a promising

candidate as an anti-inflammatory agent.
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Table S1. *H- and *C-NMR Data of Compound 1 in DMSO-dg (6 in ppm, J in Hz)

no. on (J, Hz)? o’

1 113.5s
2 160.2s
3 7.00 (d, 8.4) 117.9d
4 7.54 (dt,1.6, 8.0) 136.2d
5 6.96 (t, 8.0) 119.9d
6 7.84 (dd, 1.6, 8.4) 130.6d
7 169.0s
1 148.4s
2' 126.6s
3 6.81 (d, 3.1) 115.3d
4 152.8s
5 6.69 (dd, 3.1, 8.9) 115.9d
6' 7.04 (d, 8.9) 118.3d
7 5.40 (s) 62.5t
Glc

1" 4.65 (d, 7.2) 103.1d
2" 3.23 (m) 73.8d
3" 3.24 (m) 77.0d
4" 3.15 (m) 70.2d
5" 3.16 (m) 77.5d
3.69 (dd, 1.4, 11.8)
6" 61.3t
3.46 (m)
*Data measured at 400 MHz. "Data measured at 100 MHz.
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Figure S1. Key HMBC correlations of compound 1



INMR-2018-05959H-6 jdf

Filename = NMR-2018-05959H-6.jdf

| Author = Administrator

Sample_Id =114-13-ZB

|Creation_Time =16-0CT-2018 08:39:50

Revision_Time: =22-0CT-2018 22:10:23

Inst_Model_Number =
o ]Inst_Serial_Number =
S| Version =436[AIX]
o
3 g

33
03
12‘0 11‘0 1dD 9‘0 E‘D 1‘0 é
X : parts per Million : 1H
. 1 -
Figure S2. "H-NMR spectrum of compound 1 in DMSO

INMR-2018-05959C-7.jdf
g Filename = NMR-2018-05959C-7 jdf

| Author = Administrator

Sample_Id =114-13-ZB
3 JCreation_Time =16-0CT-2018 09:12:20
S 3Revision_Time =16-0CT-2018 09:17:30

Inst_Model_Number =
8 Jinst_Serial_Number =
© JVersion =436[AIX]
5
5
2
E
E

ok Mo Al IJ\AAI " A J.AA ) % Al M \l m n & n " Al e Akl MIJ

8 P W PRI gt Al AL el L i b LU Caabi i t o PRI TN oo (L a i
17b 0 152] 0 15b 0 146 0 130.0 126 0 llb 0 106 0 96 0 Bd 0 76 0 66 0 56 0 Ad 0
E g ¥ 3 & § &  2335E% RER B 82 SARELEE

X : parts per Millioh

Figure S3.

B3C-NMR spectrum of compound 1 in DMSO




> 23Experiment
£ S9X_domain
] Scans
i {Temp et
:  SdSolvent
2 =
el T " "
Y " e y Y f
180.0 1300 1200 1100 100.0 %00 80.0 700 0.0 500 0.0 300 200 100 0
X:ppm : 13C
Sample_id
Filenan
Creation
site
2 _ |Experiment
£ 2.3X_domain
£ =
]
H
Z
:
S
=3
T T T T T T T T T T T T T T T T T T
180.0 1700 160.0 1500 1400 130.0 1200 110.0 100.0 %09 80.0 70.0 60.0 500 40.0 300 200 100 ]
X:ppm: 13C
Sample_id
Filenane
2 ICreation_time
Ssite
Z
R
§  SiTemp_gat
g Solvent
E
" M AL oo ’*I"""'MN‘!M"A Wk ﬂﬂmmwwwwwwww
Py AR WA
T T T T T T T T T T T T T T
180.0 130.0 1200 1100 100.0 %0.0 80.0 70.0 0.0 0.0 0.0 300 200 100 o
L14-13-78
NMR-2018-06164DEPT-135-4,jdf
6-0CT-2018 20:30:58
A
P dept.ex2
El 2 YV VUS| W AP LTS P e A ™
Z e L ey (Ll Nirky Aty
Ed dC]
z MSO-D6
Z =
s =]
T
T T T T T T T T T T r T T T T T
180.0 1700 160.0 1500 1400 130.0 1200 110.0 100.0 %200 80.0 700 60.0 500 0.0 300 200 100 »
X:ppm: 13C
.
3
Pa—
- []
=7 -
"
Isample_id L14-13-ZB
Filename NMR-2018-060S80C-S.jdf
s 9-0CT-2018 12:19:12
= “A400
=]
ns
A T et
< {Solvent
2
=X .
2
2
=
S . -
=5 -
*
=] L
E
2
E
=
4 .
=
=
(3
=
S <
<
7] L d
- -
$H
=
B2
=
#
2
£
T T T T T T T T T T T T AMRAAAARA RassRBaRSS)
1.0 100 9.0 80 70 60 50 40 30 20 10 00 100 200 300 00 S00

X:ppm:1H

Figure S5. HSQC spectrum of compound 1 in DMSO
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Figure S6. HMBC spectrum of compound 1 in DMSO
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Figure S7. HR-ESI-MS spectrum of compound 1
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Figure S8. IR spectrum of compound 1




