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Figure S1: ESI-HRMS spectrum of compound 1
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'"H NMR spectrum (pyridine-ds, 500 MHz) of compound 1
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Expansion of "H NMR spectrum (500 MHz, pyridine-ds) of compound 1.
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Expansion of "H NMR spectrum (500 MHz, pyridine-ds) of compound 1.

Figure S4
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APT NMR spectrum (pyridine-ds, 125 MHz) of compound 1.
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Figure S8: Expansion of APT NMR spectrum (pyridine-ds, 125 MHz) of compound 1.
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Figure S9: Expansion of APT NMR spectrum (pyridine-ds, 125 MHz) of compound 1.
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Figure S10: Expansion of APT NMR spectrum (pyridine-ds, 125 MHz) of compound 1.
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Figure S11: HSQC spectrum(500 and 125 MHz, pyridine-ds) of compound 1.
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Figure S12: Expansion of HSQC spectrum(500 and 125 MHz, pyridine-ds) of compound

l WMLMN

1.

f1 (ppm)

100

105

r110

r115

r120

F125

F130

6.0 59 58 57 56 55 54

5.3

52 5.1
2 (ppm)

5.0

4.9

4.8

4.7

46

4.5

44 43

Figure 513: Expansion of HSQC spectrum(500 and 125 MHz, pyridine-ds) of compound
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Figure S14: Expansion of HSQC spectrum(500 and 125 MHz, pyridine-ds) of
compound 1.
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Figure S15: Expansion of HSQC spectrum(500 and 125 MHz, pyridine-ds) of compound
1.
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Figure $16: Expansion of HMBC spectrum(500 and 125 MHz, pyridine-ds) of compound
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Figure S17: Expansion of HMBC spectrum(500 and 125 MHz, pyridine-ds) of compound
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Figure $18: Expansion of HMBC spectrum(500 and 125 MHz, pyridine-ds) of compound
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Figure 519: Expansion of HMBC spectrum(500 and 125 MHz, pyridine-ds) of compound
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Figure S20: COSY spectrum (pyridine-ds, 500 MHz)of compound 1.
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Figure S21: NOESY spectrum (pyridine-ds, 500 MHz) of compound 1.
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Figure §22: TOCSY spectrum (pyridine-ds, 500 MHz) of compound 1.
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Figure $23: ESI-HRMS spectrum of compound 2
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"H NMR spectrum (pyridine-ds, 500 MHz) of compound 2.

Figure 524
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Expansion of "H NMR spectrum (pyridine-ds, 500 MHz) of compound 2.
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Expansion of '"H NMR spectrum (pyridine-ds, 500 MHz) of compound 2.

Figure 526
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Dept 135 NMR spectrum (pyridine-ds, 500 MHz) of compound 2.
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Figure S30: Expansion of Dept 135 NMR spectrum (pyridine-ds, 500 MHz) of compound
2.
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Figure S31: HSQC spectrum(500 and 125 MHz, pyridine-ds) of compound 2.
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Figure S32: Expansion of HSQC spectrum(500 and 125 MHz, pyridine-ds) of compound

.
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Figure S33: Expansion of HSQC spectrum(500 and 125 MHz, pyridine-ds) of compound

2.

T a4

'
o @l

W@ ¢ 9

(] B

r15

20

F25

~30

F35

40

45

50

55

60

28 27 26 25 24 23 22 21 20 19 18 17 16 15 14 13 12 11 10 09 08

f2 (ppm)

f1 (ppm)

21



Figure S34: HMBC spectrum(500 and 125 MHz, pyridine-ds) of compound 2.
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Figure S35: Expansion of HMBC spectrum(500 and 125 MHz, pyridine-ds) of compound
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Figure S36: Expansion of HMBC spectrum(500 and 125 MHz, pyridine-ds) of compound
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Figure S37: COSY spectrum (500 and 125 MHz, pyridine-ds) of compound 2.
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Figure S38: ESI-HRMS spectrum of compound 3
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H NMR spectrum (400 MHz, pyridine-d5) of compound 3.

Figure S39
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Expansion of "H NMR spectrum (400 MHz, pyridine-d5) of compound 3.

Figure 541
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-d5) of compound 3.
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Figure $45: Expansion of APT NMR spectrum (400 MHz, pyridine-d5) of compound 3.
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Figure $46: HSQC spectrum (400 and 100 MHz, pyridine-ds) of compound 3

&
(=]
f1 (ppm)

i 1

-
—
-

o

=1

1

85 90 85 80 75 7.0 65 60 55 50 45 40 35 3.0 25 20 15 1.0 05 0.0

f2 (ppm)

28



Figure 547: Expansion of HSQC spectrum (400 and 100 MHz, pyridine-ds) of compound
3

Lo 1100
') H105

—3 r110
r115
120

F125

5.55 5.50 5.45 5.40 535 5.30 5.25 5.20 5.15 5.10 5.05 5.00 4.95 4.90 4.85 4.80 4.75 4.70 4.65 4.60 4.55 4.50
f2 (ppm)

Figure S48: Expansion of HSQC spectrums (400 and 100 MHz, pyridine-ds) of
compound 3
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Figure 549: Expansion of HSQC spectrum(400 and 100 MHz, pyridine-ds) of compound
3
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Figure §50: Expansion of HSQC spectrum (400 and 100 MHz, pyridine-ds) of compound
3
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Figure S51: HMBC spectrum(400 and 100 MHz, pyridine-ds) of compound 3

e Vo Pl }20

=
o
f1 (ppm)

-
-
-
—T
—
w
(=]

95 90 85 80 75 70 65 60 55 50 45 40 35 3.0 25 20 15 10 05 0.0
f2 (ppm)

Figure S52: Expansion of HMBC spectrum (400 and 100 MHz, pyridine-ds) of
compound 3
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Figure §53: Expansion of HMBC spectrum(400 and 100 MHz, pyridine-ds) of compound
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Figure S54: COSY spectrum (400 MHz, pyridine-ds) of compound 3
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Figure S55: ESI-HRMS spectrum of compound 4
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H NMR spectrum (400 MHz, pyridine-ds) of compound 4

Figure S56
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Expansion of 'H NMR spectrum (400 MHz, pyridine-ds) of compound 4
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Broadband *C NMR (100 MHz, pyridine-ds) of compound 4

Figure S60
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Figure S62: Expansion of DEPT 135 spectrum (100 MHz, pyridine-ds) of compound 4
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Figure S63: HSQC spectrum (400 and 100 MHz, pyridine-ds)of compound 4
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Figure S64: Expansion of HSQC spectrum (400 and 100 MHz, pyridine-ds)of compound
4
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Figure S65: Expansion of HSQC spectrum (400 and 100 MHz, pyridine-ds) of compound
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Figure S66: HMBC spectrum (400 and 100 MHz, pyridine-ds) of compound 4

l NP

(] .I.l' ¥
Vo !
(]
1]
N ' . | N
' - '
. H L]
]
. .t .
' L]
|
]
i
. . e
[ | []
[ ] I :
L]
' ' ' '
I
[ ] L I |
90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05

f2 (ppm)

Figure S67: Expansion of HMBC spectrum (400 and 100 MHz, pyridine-ds)
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Figure S68: HMBC spectrum (400 and 100 MHz, pyridine-ds) of compound 4
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Figure S69: COSY spectrum (400 MHz, pyridine-ds) of compound 4
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Figure §70: ESI-HRMS spectrum of compound 5
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Expansion of '"H NMR spectrum (400 MHz, pyridine-ds) of compound 5

Figure S73
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3C NMR spectrum (100 MHz, pyridine-ds) of compound 5

Figure S74

120

f1 (ppm)

43



Expansion of *C NMR spectrum (100 MHz, pyridine-ds) of compound 5

Figure S75
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Expansion of *C NMR spectrum (100 MHz, pyridine-ds) of compound 5

Figure S76
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Figure §79: HSQC spectrum (400 and 100 MHz, pyridine-ds) of compound 5
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Figure S80: HSQC spectrum (400 and 100 MHz, pyridine-ds) of compound 5
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Figure S81: HSQC spectrum (400 and 100 MHz, pyridine-ds) of compound 5
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Figure S$82: HMBC spectrum (400 and 100 MHz, pyridine-ds) of compound 5 in

pyridine-ds, 400 MHz
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Figure S83: HMBC spectrum (400 and 100 MHz, pyridine-ds) of compound 5
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Figure S84: HMBC spectrum (400 and 100 MHz, pyridine-ds) of compound 5
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Figure S85: COSY spectrum (400 MHz, pyridine-ds) of compound 5
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Figure S86. Effect of 1, 2, 3 and 5 on cell viability of stimulated J774 macrophages.
Different concentrations of the compounds (50 - 200 uM) or gentian violet (GV; 10 uM,

positive control) were added to the macrophage culture and incubated for 72 h. Control
group (Ctrl) represents untreated cells stimulated with LPS (500 ng/mL) and IFN-y (5
ng/mL). *Different from the control (Ctrl) group (p <0.0001).
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