Supplementary Materials

In this “Supplementary Materials” file for the manuscript, “Active Components with Inhibitory
Activities on IFN-y/STAT1 and IL-6/STAT3 Signaling Pathways from Caulis Trachelospermi”,
lH—NMR, 13C—NMR, HMQC, HMBC, ESIMS and HRESIMS spectra of compounds 1-3 as well as
'H-NMR, "*C-NMR and ESIMS of compound 4 are available here as listed below.

Table S1. 400 MHz 'H- and 100 MHz *C-NMR data of 1 in DMSO-d (J in ppm, J in Hz) *.

Position Jdc On HMBC
1 128.8
2 106.0 6.34 (1H, s) C-3,C-4, C-6,C-7
3 148.0
4 133.9
5 148.0
6 106.0 6.34 (1H, s) C-2,C-4,C-5,C-7
7 37.3 2.45-2.52 (2H, m) C-1,C-2,C-6, C-8, C-9
8 40.9 2.40-2.45 (1H, m)
9 70.8 Ha 4.11 (1H, dd, 8.5, 7.2) Cc-9
Hb 3.89 (1H, t, 8.5) C-7
I' 131.9
2' 113.9 6.80 (1H, d, 1.8) C-3', C-4', C-6', C-T
3 148.7
4 145.4
5 115.1 6.99 (1H, d, 8.3) C-1, C-3, C-4'
6' 121.4 6.68 (1H, dd, 8.3, 1.8) C-2',C4', C-T
7' 33.6 2.80-2.83 (2H, m) C-1, C-2', C-6',C-8,C-9'
8 45.6 2.75 (1H, dd, 8.2, 6.1) C-9
9 178.6
1" 100.3 4.84 (1H, d, 7.3) c-4
2" 73.3
3" 77.0
4" 69.7
5" 76.9
6" 60.7
4-OH 8.17 (1H, s)
3-OCH; 56.0 3.71 3H, s) C-3
3'-OCH; 55.7 3.72 (3H, s) C-3'
5-OCH; 56.0 3.71 (3H, s) C-5

? Signals assignments were based on the results of HMQC, and HMBC experiments.



Table S2. 400 MHz 'H- and 100 MHz "*C-NMR data of 2 in DMSO-dj (J in ppm, J in Hz) *.

Position oc on HMBC
1 133.0
2 113.0 6.70 (1H, d, 1.6) C-1,C-4, C-6,C-7
3 148.8
4 145.1
5 115.3 6.97 (1H, d, 8.3) C-1,C-3,C4
6 120.5 6.61 (1H, brd, 8.3) C-2,C4

Ha2.61 (1H, dd, 12.3,2.4)

’ 309 b 244 (1H, br d, 12.3)
8 42.8 2.39 (1H, m)
9 70.0 3.95 (2H, d, 7.7) C-8, C-8', C-9'
I 126.4
2! 114.5 6.77 (1H, br s) C-4',C-6', C-7'
3 147.2
4 145.4
5 115.3 6.68 (1H, d, 8.0) C-1', C-3'
6 122.7 6.61 (1H, br d, 8.0) C-2', C-4'
. 40.0 Ha2.98 (1H,d, 13.8)  C-1,C-2,C-6, C-8'
(overlapped) Hb 2.83 (1H, d, 13.8) C-1',C-2', C-6', C-8', C-9'
g 75.4
9 178.1
1" 100.2 4.82 (1H, d, 7.2) C-4'
2" 73.2
3" 77.0
4" 69.7
5" 76.9
6" 60.7
4-OH 8.85 (1H, s)
8'-OH 6.21 (1H, s)
3-OCH;  55.6 3.70 3H, s) C-3
3-0CH; 556 3.73 B3N, s) C-3'

* Signals assignments were based on the results of HMQC, and HMBC experiments.

Table S3. 400 MHz 'H- and 100 MHz *C-NMR data of 3 in DMSO-dj (J in ppm, J in Hz) *.

Position oc On HMBC
1 132.6
2 112.9 6.67 (1H, d, 1.8) C-4, C-6,C-7
3 148.8
4 145.1
5 115.3 6.96 (1H, d, 8.3) C-1,C-3,C4
6 120.5 6.57 (1H, dd, 8.3, 1.8) C-2,C-4,C-7
7 36.9 2.44-2.48 (2H, m) C-1,C-2,C-6,C-8
8 40.9 2.44-2.48 (1H, m)
9 708 Ha 4.05 (1H, m) C-9

Hb 3.87 (1H, dd, 11.2, 4.8) C-7,C-8




Table S3. Cont.

Po

sition oc

on

HMBC

4V

3-OCH;
3'-OCH;

I' 129.0
2 113.5
3 147.5
4 145.1
s 115.4
6' 121.6

T 33.8

g 45.7
9 178.6
100.2
73.3
77.1
69.7
76.9
60.7
-OH

55.6
55.6

6.76 (1H, d, 1.8)

6.69 (1H, d, 8.0)
6.60 (1H, dd, 8.0, 1.8)
Ha 2.83 (1H, dd, 13.3, 5.1)
Hb 2.73 (1H, m)
2.69 (1H, m)

4.82 (1H, d, 7.4)

8.84 (1H, s)
3.72 (3H, s)
3.72 3H, 5)

c-4, C-6', C-T

C-1, C-3
c-2,C4,C-T

C-1, C-2', C-6', C-8', C-9', C-8
C-1, C-2', C-6', C-8', C-9', C-8

C-8

C-4'

C-3
C-3'

? Signals assignments were based on the results of HMQC, and HMBC experiments.

Apendix of Spectra

SP1:

Figure S1. Positive (A) and negative (B) ESIMS spectra of 1.
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Figure S2. Positive HRESIMS spectrum of 1.
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Figure S3. 400 MHz 'H-NMR spectrum of 1 in DMSO-dj.
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Figure S4. 100 MHz *C-NMR spectrum of 1 in DMSO-d.
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Figure S5. HMQC spectrum of 1 in DMSO-dg.

10

H 0 F20
30
& F40

é Q
—3 0 e
GlcO ® [so
H R [ 6o
1 & © ® F70
HsCO OCH; : 80
OH 90
@ 100
p— e F110
© 120
130
r 140
150
160
170
180

90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 00
{2 (ppm)

f1 (ppm)



Figure S6. HMBC spectrum of 1 in DMSO-ds.
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Figure S7. Positive (A) and negative (B) ESIMS spectra of 2.
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Figure S8. Positive HRESIMS spectrum of 2.
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Figure $9. 400 MHz 'H-NMR spectrum of 2 in DMSO-dj.
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Figure S10. 100 MHz “C-NMR spectrum of 2 in DMSO-d.
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Figure S11. HMQC spectrum of 2 in DMSO-dg.
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Figure S12. HMBC spectrum of 2 in DMSO-dp.
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Figure S13. Positive (A) and negative (B) ESIMS spectra of 3.
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Figure S14. Positive HRESIMS spectrum of 3.
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Figure S15. 400 MHz '"H-NMR spectrum of 3 in DMSO-
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Figure S16. 100 MHz “C-NMR spectrum of 3 in DMSO-d.
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Figure S17. HMQC spectrum of 3 in DMSO-d.
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Figure S18. HMBC spectrum of 3 in DMSO-dp.
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Figure S19. Positive (A) and negative (B) ESIMS spectra of 4.
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Figure S20. 400 MHz '"H-NMR spectrum of 4 in DMSO-ds.
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Figure S21. 100 MHz *C-NMR spectrum of 4 in DMSO-d.

L80E —

6L°CY —

mw
o)
me)
i
06'9L

CO'LL

ﬂo.ooﬁ
61°001 7

66711~
6LV
sze11)
15021
LTl

€T°6T1 7
06'CE1

mo.mi
vm.mEV
8yl -7
08°8v1 \

86'LLI —

9% 8 70 60 50 40 30

f1 (ppm)

150 130 110

170



