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Chart S1. Chart of extraction and isolation
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Table S1. Crystal data and structure refinement for compound 6.

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume
Y4

Density (calculated)

Absorption coefficient

F(000)

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 66.59°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [I>2sigma(l)]
R indices (all data)

Absolute structure parameter

Largest diff. peak and hole

cu_2019112001 (CcCDC number: 2169252)
C30H4604

470.67

296(2) K

1.54178 A

Monoclinic

P21

a=7.4419(7) A E=90°.
b=11.3693(11) A B= 94°.

c =14.9985(14) A =90°.

1266.6(2) A3
2

1.234 Mg/m3

0.623 mm-1

516

4.9 t0 66.6°.

-8<=h<=8, -13<=k<=13, -16<=I<=17
9188

4042 [R(int) = 0.199]

96.1 %

multi-scan

0.836 and 0.780

Refinement on F2
4042 / 1/ 315
1.002

R1=0.1099, wR2 = 0.2523
R1=0.1795, wR2 = 0.3047
-0.9(6)

0.45 and -0.65 e.A-3



Table S2 /n vitro inflammatory activity of compounds 1-12.

ICs0? (M) ICs0° (LM)
compound compound

RAW264.7 RAW?264.7
1 29.31+0.86 uM 7 8.61+0.32 uM
2 2.55£0.49 uM 8 5.51+0.63 uM
3 0.9340.21 uM 9 11.26+0.58 uM
4 37.61+0.74 uM 10 21.47+0.54 uM
5 29.35+0.67 uM 11 1.71+0.35 uM
6 18.73+0.68 uM 12 46.3+0.81 pM

Dexamethasone® 0.86 +0.08 uM

3 Means * S.D. From three independent experiments (n=3)

b positive control

HO

Figure S1. Structures of compounds 7-12
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Figure S2. HPLC spectrum of compound 1

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm and 254nm.
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Figure S3. IR spectrum of compound 1
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Figure S4. HR-ESI-MS spectrum ofcompound 1
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Figure S5. TH-NMR spectrum of compound 1 in CsDsN (600 MHz)



300
250
200
150
100
50
Fo
F-30
F-100
F-150
=100
-150

o
S EEEEEEREEE 2z 283 88¢838¢s8 _ % g 3
T i T T T T ] 1 f T i h i i i A i 1 I i s =
20k 5001
mwﬁ/ - 0071
el = qm.m%
1291 A
z502 N
PrEL L= AN
LGET CEEEN
9Lt oot
zi'se Ls o
felefer m oros
9906 zeze
zszef = L2 £LEE
Sy 98¢
cede g P 518
b L2 _ 1ree
Oc2s ~N 69z
cIle = T SeEY
vosef < i
i o = SLiY
ey o 056 .\
LLED Lo el 019
bE sy - - ZLTUN
gay = Vibi~

B0 LLF
A i Me NS mm.tw..
6219 4
L0esd - nmw
86 7L L
88 LL (@]
€8 1L st
91z8 L2 =
: = i
rsoL o E - EL'50L—
&2 c
ks >
29— | 5 [} Will—
- o
£ z98eL—
= [e]
O
e ...m 0L5EL—
Lerl— c
B =1
fut 0661 —
k3]
= 7]
Q.
)
=
£20LL— g o
wm N
1
O
ls ]
o
g (7
[J]

9L'90e— - 9 .

i M5 =] Eo902—

Trelz— 20 2

£ e g

10

20

200 190 180 170 160 15 110 130 120 110 100 90
1 {ppm)

210
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Figure S10. HPLC spectrum of compound 2

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm.
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Figure S13. 'H-NMR spectrum of compound 2 in CsDsN (600 MHz)
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Figure S18. HPLC spectrum of compound 3

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm.
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Figure $20. HR-ESI-MS spectrum ofcompound 3
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Figure S21. 'H-NMR spectrum of compound 3 in CsDsN (600 MHz)

3300

3000

2300

2000

1300

1000

300
Fo

©
~
@
&
L
S

<~
o o
oo
Rl
fidiif i
e

@
N
@
el
el
e

0222l —

S8vhl—

6L0LL—

LLoglL—

M\.‘oow\

T

120

170

180

90

100

1o

150 110 130

160

200 180

210

Figure S22. 3C-NMR spectrum of compound 3 in C;DsN (150 MHz)

17



1000
900
800
700
600
300
100
300
200
120
130
10

100

F150

-100
-200
300
=100
F-200
-600
=700
F-800
rlo
20
F30
10
a0
60
70
80
90
100
110

SOl

Nmar)/
i

LGl
90'LL
L1'0¢

wm,mNW

ovez
¢S'ee
T4 Ay
ﬁmmmum
008z
0ZZE—=

262e
YOEE
96'€E
nmnm;\

7354
LL'9v—

e

.
Le L

¢0'l9—

bLel—~
eLvi—
80'LL~F
mm,hhu\
G6'18—

90

T
100

LLS0L—

110

T
120

L6 Lel~
L5€Tl—

T
130

H7. 4. ser

09'sEl—

18

T
110

T
150

86'67L—
=

O T T

Figure S23. DEPT spectrum of compound 3 in CsDsN

H7. 2. fi

Figure $24. HSQC spectrum of compound 3 in CsDsN



H7.3. ser 0

F90

: 1 . F100

LR

g E r110
G 0 'é. ] 1] [ : 0 F120
H ' ' 130
' | : 1

® Q}j —1jo

160

I
e
el

i s
—otee
-
g

r1o

] @W TH 5
i 200
% '

||
"
a

i
o =
7]

-

Figure S25. HMBC spectrum of compound 3 in CsDsN
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igure S26. HPLC spectrum of compound 4

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm.

19



H10
95
90
§ -4
Q 854
2 3241
£g .
'E 80 - 1097
Z [\
© | 1457 1377
= 75
1 3512 2953
70+
[ 1705 797
65 I L] I L] I L] ' L) I
4000 3000 2000 1000 0
Wavenumber(%) .
igure S27. IR spectrum of compound 4

ﬁAﬁﬂ
VY

A
A AAAARARAR
W VWV

%0 B3 23 B3 B3 3 & 13 % %

Time. min

Figure $28. HR-ESI-MS spectrum ofcompound 4

20



2300

2100

2000

1900

1800

F1700

1600

1500

1100

1300

1200

1100

1000

900

800

700

600

500

100

300

()

Feso

It}
e

10.0

Figure $29. *H-NMR spectrum of compound 4 in CsDsN (600 MHz)
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igure S34. HPLC spectrum of compound 5

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm.
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igure S35. IR spectrum of compound 5
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Figure S36. HR-ESI-MS spectrum ofcompound 5
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Figure $37. 'H-NMR spectrum of compound 5 in CsDsN (600 MHz)
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Figure S38. 3C-NMR spectrum of compound 5 in CsDsN (150 MHz)
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Figure $39. HSQC spectrum of compound 5 in CsDsN
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Figure S41. HPLC spectrum of compound 6

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm.
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Figure S44. *H-NMR spectrum of compound 6 in CsDsN (600 MHz)
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Figure S45. 3C-NMR spectrum of compound 6 in CsDsN (150 MHz)
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Figure $53. HPLC spectrum of compound 7

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm.
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Figure S54. 1H-NMR spectrum of compound 7 in CsDsN (600 MHz)
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Figure S55. 13C-NMR spectrum of compound 7 in CsDsN (150 MHz)
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Figure S50. HPLC spectrum of compound 8

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm.
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Figure S51. 1H-NMR spectrum of compound 8 in CsDsN (600 MHz)
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Figure $56. HPLC spectrum of compound 9

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm.
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Figure S57. 1H-NMR spectrum of compound 9 in CsDsN (600 MHz)
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Figure S58. 13C-NMR spectrum of compound 9 in CsDsN (150 MHz)
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Figure S59. HPLC spectrum of compound 10

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm.
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Figure $60. 1H-NMR spectrum of compound 10 in CsDsN (600 MHz)
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Figure $61. 13C-NMR spectrum of compound 10 in CsDsN (150 MHz)
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Figure $62. HPLC spectrum of compound 11

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm.
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Figure $63. 1H-NMR spectrum of compound 11 in CsDsN (600 MHz)
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Figure S64. 13C-NMR spectrum of compound 11 in CsDsN (150 MHz)
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Figure S65. HPLC spectrum of compound 12

The sample was separated on InertSustain® C18 column with water (A)- acetonitrile (B) as the mobile phase for

gradient elution. The analysis was performed at a flowrate of 0.8 mL/min, column temperature of 45°Cand the

detection wavelength was set at 210 nm and 254nm.
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Figure S67. 13C-NMR spectrum of compound 12 in CsDsN (150 MHz)
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