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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name  D)\Data\ff\MSRES24B144_000002.d 11/14/2019 3:43-09 PM
Method broadband first signal Operator; YU HSIAQ-CHING
Sample Name  MSRE-8-2-4B-14-4 Instrument: BRUKER FT-MS solariX
Comment ESl Positive
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x108 'I
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Meas. miz # Formula Score miz emr[mDa] em[ppm] mSigma rdb e Conf N-Rule
24105846 1 C1THI0OMNZMNaO3 10000 241.05836 -0.09 -0.39 94 75 even ok

Figure S1. The HR-ESI

-MS spectrum of compound 1

1



, 1.428

217.99

,0.212

68.01

[/

f

| 3
—-348.01

H5CO

21.99, 0.050
0.029
, 0.025

366.01

I [
300 400
Wavelength (nm)

Figure S2. The UV spectrum of compound 1
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Figure S3. The IR spectrum of compound 1 (ATR)
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Figure S4. The CD spectrum in MeOH of compound 1 (upper left) and The Rh2 (OCOCFs3)4 Induced CD spectrum of 1
CH2Cl2 (upper right). ECD spectrum of 1 (lower right)
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Figure S5. The *3C-NMR, DEPT 135 and DEPT 90 (150 MHz, acetone-ds) spectra of compound 1



8-2-4B-14-4

o -~ 4
b PR 3
Pulse Sequence: s2pul » o~ o ~
UNITYplus=600 "KMUG0O.kmu.edu. tw" J///
Date: Oct 7 2018 A
Solvent: acetone
Temp. 28.0 C , 301.1 K
Total 128 repetitions
—— 6-OCH, « ©
— w o
o .
W ~
~ )
-l
No
H;CO &
<
o
o~
L
223
23 ]
~ i - P |\L
(] w
o m vm’;_.;m'” in O~ o
g c2fcee 29 ;|
~~ R m‘l -
8a
3-OH
8b

“~
S—— B
—— (y

—

NH-1
£ | L U1 L A l
T T T T T T T T T T 1 —————
9 8 7 6 5 4 3 2 1 m
o o e o ¥ vty PP
~ w ~No o w ~ ” bl
* b by - & v, e o
© o oo © ~ w Ll -
- Rkl " - -

Figure S6. The 'H NMR (600 MHz, acetone-ds) spectrum of compound 1
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Figure S7. The *3C-NMR (150 MHz, acetone-ds) spectra of compound 1
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Figure S8. The HSQC spectrum of compound 1
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Figure S9. The HMBC spectrum of compound 1
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Figure S10. The H-'H COSY spectrum of compound 1
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Figure S11. The NOESY spectrum of compound 1



Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\f7\MSRE824B148_000002.d 6/30/2020 3:26:08 PM
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Figure S12. The HR-ESI-MS spectrum of compound 2
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Figure S13. The UV spectrum of compound 2
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Figure S15. The *C-NMR, DEPT 135 and DEPT 90 (150 MHz, CD30D) spectra of compound 2
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Figure S16. The *H NMR (600 MHz, CD30D) spectrum of compound 2
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Figure S17. The*C NMR (150 MHz, CD30D) spectrum of compound 2
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Figure S18. The *C NMR (150 MHz, CD30D) spectrum of compound 2 (continued)
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Figure S19. The HSQC spectrum of compound 2
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Figure S20. The HMBC spectrum of compound 2
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Figure S21. The HMBC spectrum of compound 2 (continued)
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Figure S22. The *H-H COSY spectrum of compound 2
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Figure S23. The NOESY spectrum of compound 2
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Figure S24. The HR-ESI-MS spectrum of compound 3
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Figure S25. The UV spectrum of compound 3
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Figure S26. The IR spectrum of compound 3 (ATR)
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Figure S27. The BC-NMR, DEPT 135 and DEPT 90 (100 MHz, DMSO-ds) spectra of compound 3
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Figure S33. The *H-H COSY spectrum of compound 3
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Figure S40. The*C NMR (100 MHz, DMSO-ds) spectrum of compound 4

40



6-OCH SCH,
MSRE-8-6-13-3A 7 1 D:\Chaisak\data\root\nmr l] k
2 15 pl
| | | \X
TS (11, ISR e, T, I s ,_/'\\.)( = . A
SCHS . iMSP'E.E-8-6-13~-3A HSQC DMSO-dé L }:
2 I
,,,ﬁ,_j I
= ? L
W X
6-OCH, — i -
N-OCH, ——% Wine {
i
i * L
5=} - ﬁ
1—3 Y= [
2= ¥ li
"l T 'l’ﬁ— = T T = """ T T T T T = ﬁ'ﬁ‘—“r e Ep—— (me—e e T T T 15 T
8 7 6 5 4 3 F2 [ppm]
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Figure S51. The*C NMR (100 MHz, DMSO-ds) spectrum of compound 5
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MSRB-1-7-5-9-4 1H NMR (400 MHz) in DMSO-dé
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Figure S59. TheH NMR (400 MHz, DMSO-ds) spectrum of compound 6
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MSRB-1-7-5-9-4 1H NMR (400 MHz) in DMSO-dé
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Figure S60. TheH NMR (400 MHz, DMSO-ds) spectrum of compound 6 (continued)
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MSRB-1-7-5-9-4 13C NMR (100 MHz) in DMSO-dé
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Figure S62. The *C NMR (100 MHz, DMSO-ds) spectrum of compound 6 (continued)
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Figure S63. The HSQC spectrum of compound 6
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Figure S65. The HMBC spectrum of compound 6 (continued)
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Figure S66. The HMBC spectrum of compound 6 (continued)
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Figure S68. The *H-'H COSY spectrum of compound 6
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Figure S70. The NOESY spectrum of compound 6 (continued)
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Figure S71. The HR-ESI-MS spectrum of compound 7
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Figure S72. The UV spectrum of compound 7
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Figure S73. The IR spectrum of compound 7 (ATR)
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Figure S74. The 'H NMR (400 MHz, CD30D) spectrum of compound 7
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MSRB-15-4-1 1H-NMR (400 MHz) in MeOD
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Figure S75. The *H NMR (400 MHz, CD30D) spectrum of compound 7 (continued)
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Figure S76. The'*C NMR (100 MHz, CDs0D) spectrum of compound 7
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Figure S77. The HSQC spectrum of compound 7
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MSRB-15-4-1 HSQC in MeOD
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Figure S78. The HSQC spectrum of compound 7 (continued)

78



MSRB-15-4-1 HMBC in MeOD

ppm

~100
105
-110
115
~120
—125
ce —130
|-135

- = —140
- -145
150
. s =135
160

165

8.6 8.4 8.2 Y 8.0 7.8 7.6 7.4 7.2 7.0 6.8 6.6 6.4 ppm
Figure S79. The HMBC spectrum of compound 7
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Figure S80. The HMBC spectrum of compound 7 (continued)
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Figure S83. The HR-ESI-MS spectrum of compound 8
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Figure S84. The UV spectrum of compound 8
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MSRB-3-4 1H-NMR (400 MHz) acetone-dé
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Figure S86. The *H NMR (400 MHz, acetone-ds) spectrum of compound 8
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MSRB-3-4 1H-NMR (400 MHz) acetone-dé
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Figure S87. The *H NMR (400 MHz, acetone-ds) spectrum of compound 8 (continued)
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Figure S88. The*C NMR (100 MHz, acetone-ds) spectrum of compound 8
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MSRB-3-4 13C-NMR (100 MHz) acetone-dé

< 0 o O A¥e [} O N O~ Lo} o un W ~ ™M o
RS i G e SMhe o % & 9= e - &
(o] > T ™M [ g wn @ © MmMANAN @ n oN o o wn wn — .
wn wn <+ ™ ™M NN NN -~ ~ ~ - o o o r~
~ ~ - - ~ ~ -~ L i I ] -~ -~ -~ ~ L B | - o
3
12 q 2
7 8 10
9 1 4a 11a
10a 5a 6b
6all2a 6-CN 12b
I I T T T T T T T I T T T 1
160 155 150 145 140 135 130 125 120 115 110 105 100 ppm

Figure S89. The *C NMR (100 MHz, acetone-ds) spectrum of compound 8 (continued)
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Figure S90. The HSQC spectrum of compound 8
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Figure S91. The HMBC spectrum of compound 8
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Figure S92. The HMBC spectrum of compound 8 (continued)
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Figure S93. The HMBC spectrum of compound 8 (continued)
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Figure S94. The HMBC spectrum of compound 8 (continued)
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Figure S95. The *H-'H COSY spectrum of compound 8
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Figure S96. The NOESY spectrum of compound 8
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Figure S97. Effects of compounds isolated from M. siamensis roots against LPS-induced nitric oxide production in RAW 264.7 cells.
(A) Nitric oxide production, and (B) cell viability were measured using Griess reagent kit and MTT assay (n =3), respectively. Cells
were treated with compounds at the indicated concentration for 24 h before exposure to 100 ng/mL LPS. Indomethacin was used as a
positive control.
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Figure S98. The ICso values of compound isolated from M. siamensis roots against LPS-induced nitric oxide production in RAW 264.7 cells.
The differences between means of the individual groups were analyzed using one-way analysis of variance (ANOVA) via GraphPad Prism
9.3.1 software (San Diego, CA, USA). **P< 0.005, ***p<0.001, ****p<0.0001 versus Indomethacin. *P<0.05, **p<0.0001 between group
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