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Table S1. °C NMR spectral data of compounds 9, 14 and CAG.

C 9 14 CAG C 9 14 CAG
1 355(CH,) 1152(CH) 31.5(CH,) 16 73.0(CH) 733(CH)  73.4(CH)
2 265(CH, 334(CH,) 328(CH,) 17 574(CH)  56.8(CH)  58.4(CH)
3 827(CH) 72.6(CH) 783(CH) 18 19.0(CH;) 19.2(CH;) 21.6 (CHs)
4 46.1(C) 40.1 (C) 424(C) 19 358(CH;) 322 (CH;) 31.0(CHy)
5 614(CH)  1423(C) 54.0(CH) 20 87.1(C) 87.2 (C) 87.2 (C)

6 659(CH) 119.6(CH) 683 (CH) 21 28.6(CH;) 28.6(CH;) 28.2(CHs)
7  34.6(CH,) 252(CH,) 38.8(CH,) 22 34.8(CH,) 34.8(CH, 34.9 (CH,)
8 46.6(CH) 422(CH) 473(CH) 23 26.5(CH) 26.5(CHy)  26.4 (CHy)
9  355(C) 37.2(C) 210(C) 24 81.6(CH) 81.6(CH)  81.7(CH)
10 93.2(C) 139.7(C)  29.9(C) 25 714(C) 71.4 (C) 71.2 (C)

11 328(CH,) 31.0(CH) 263(CH) 26 27.0(CH;) 27.0(CH;) 27.1(CHj)
12 324 (CH,) 313(CH,) 334(CH,) 27 28.1(CH;) 28.1(CH;) 28.6(CHs)
13 45.6(C) 46.9 (C) 45.0(C) 28 23.1(CH;) 23.8(CH;) 29.4 (CH)
14 45.7(C) 47.8 (C) 46.2(C) 29 26.1(CH;) 20.0(CH;) 16.1 (CHs)
15 46.0(CH,) 454 (CH,) 46.8(CH,) 30 19.8(CH;) 18.1(CH;)  20.2 (CH,)
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Table S2 Anti-inflammatory of compound 9 activities against LPS-induced lymphocyte cells

NO. Cell survival (%)
DMSO Control 100.00
LPS Control 77.11
Compound 9
10 nM 75.18
100 nM 85.03
1 uM 89.57

Table S3 Anti-inflammatory of compound 14 activities against LPS-induced lymphocyte cells

NO. Cell survival (%)
DMSO Control 100.00
LPS Control 61.35
Compound 14
10 nM 67.54
100 nM 79.46
1 uM 89.15
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Table S4 Anti-inflammatory of compound 9 and 14 activities against CSE-induced MLE-12 cells

NO. CD69+Cell survival (%)
DMSO Control 13.15
CSE Control 59.03
Compound 9
3 uM 57.96
10 uM 56.17
30 uM 49.61
Compound 14
3 uM 60.14
10 uM 59.03
30 uM 50.40
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T: FTMS + p ESI Full ms [70.0000-1050.0000]
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Figure S27 Positive ions (A) and negative ions (B) ESI-MS/MS spectra of compound 4
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DDMS-ALL2-6-1 #9513 RT: 2590 AV: 1 NL: 1.04E8
T: FTMS + p ESI Full ms [70.0000-1050.0000]

100

95

90 A

Relative Abundance
[4)]
o

1431068

1250964
103 83.0611

154 9903

469.3317

485 3264

5093243
437 3419

4193310

90.09919 H 2271754
, !\ i, ] DY -

5
cw”m“.“h N :
100 150 200 250

2671744

DDMS-ALL2-6-1 #9507 RT: 25.88 AV: 1 NL: 8.80E6
T: FTMS - p ESI Full ms [200.0000-2000.0000]
485,

100 3274
95
90
85
80
75

o 531.3329

65

60

55

50

45

Relative Abundance

40

35

30

25

20

5493437

65482609
676.2557

Ll L

7771885

7941787

L | 5253188 57
J D
N

miz

1116.5846
088 5385

ek

1496 9266 15?‘*"'9116

200 500 60

Figure S28 Positive ions (A) and negative ions (B) ESI-MS/MS spectra of compound 5
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DDMS-ALL26-149751 RT: 26.49 AV: 1 NL: 199E8
T: FTMS + p ESI Full ms [70.0000-1050.0000]
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Figure S29 Positive ions ESI-MS/MS spectra of compound 6
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DDMS-ALL2-6-1 #9972 RT: 27.04 AV: 1 NL: 2.30E8
T: FTMS + p ESI Full ms [70.0000-1050.0000]
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Figure S30 Positive ions (A) and negative ions (B) ESI-MS/MS spectra of compound 7
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DDMS-ALL2-6-1#11013 RT: 2980 AV: 1 NL: 6.05E7
T: FTMS + p ESI Full ms [70.0000-1050.0000]
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Figure S31 Positive ions (A) and negative ions (B) ESI-MS/MS spectra of compound 8
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DDMS-ALL2-6-1#12560 RT: 3377 AV 1
T: FTMS + p ESI Full ms [70.0000-1050.0000]
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Figure S32 Positive ions (A) and negative ions (B) ESI-MS/MS spectra of compound 9
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DDMS-ALL2-6-1#12696 RT: 34.08 AV: 1

NL: 4 49E8

T: FTMS + p ESI Full ms [70.0000-1050.0000]
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Figure S33 Positive ions (A) and negative ions (B) ESI-MS/MS spectra of compound 10
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DDMS-ALL2-6-1 #13989 RT: 37.38 AV: 1 NL: 8.91E8
T: FTMS + p ESI Full ms [70.0000-1050.0000]
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Figure S34 Positive ions ESI-MS/MS spectra of compound 11
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DDMS-ALL2-6-1#14414 RT. 38.43 AV. 1 NL: 1.74E8
T: FTMS + p ESI Full ms [70.0000-1050.0000]
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Figure S35 Positive ions ESI-MS/MS spectra of compound 12
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DDMS-ALL2-6-1 #15672 RT: 4160 AV: 1 NL: 4 23E7
T: FTMS + p ESI Full ms [70.0000-1050.0000]
437 3421
1005
455 3527
433 3109
@
2
S
g
2
5
2
2
=
=
=
o
'
4193314
830611
4733632 4933294
2952423
3132528 412 3208 5133558
111.0207 149.0236 497 3627
87.0923 171.9031 227.1754 483 3474
201.1640 256 2637 340.2599
|| 871097 || | H | {18571326 - | 245 1903 2822794 3363263 | 394330 .., 4013207 ‘ ‘ll |
TP eyl 1L P PO 0 OO PO P PPN NP U 1L VS s AU U RO U 1 OO0 MO SN R S [ | O 1 O 11 PO 1 P
80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
miz
DDMS-ALLZ-6-1#15564 RT 4132 AV 1 NL 647E6
T- FTMS - p ESI Full ms [200 0000 2000 0000]
5353644
1004
3
s
L]
2
S
F
2
>
=
=
=
o
6342817
5547191
6512720 451 2000 802 1946 10326367
“MLL Loluy 8695234 985 4448 l"’“}"ﬂz 1178.5688 1325 5018 1471.5450
e T B e e A L e e )
600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000
miz

Figure S36 Positive ions (A) and negative ions (B) ESI-MS/MS spectra of compound 13
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DDMS-ALL2-6-1#16471 RT: 4358 AV 1
T: FTMS + p ESI Full ms [70.0000-1050.0000]
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Figure S37 Positive ions (A) and negative ions (B) ESI-MS/MS spectra of compound 14
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DDMS-ALL2-6-1 #17503 RT: 46.34 AV:- 1 NL: 7.41E8
T: FTMS + p ESI Full ms [70.0000-1050.0000]
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Figure S38 Positive ions (A) and negative ions (B) ESI-MS/MS spectra of compound 15
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