Supplementary material

Table S1. The mass spectra of compound identification of Tri-Yannarose recipe’s aqueous extract identified via LC-QTOF-MS in the
positive and negative mode based on the match scores obtained during the library search.
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DI-tetrahydropalmatine
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Phytosphingosine
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4-Hydroxycoumarin
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Succinic acid
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L-a-Hydroxyisovaleric
acid

Mass spectra

MS Zoomed Spectrum

x10 § Cpd 37: L-a-Hydroxyisovaleric acid; C5 H10 O3; 4.524: -ESI Scan (rt: 4.474 min) Frag=175.0vV 2_0
A OH
I
2 o
(o]
v o
1.5 §’£ H3C OH
0 q[%3
2 =lo
14 ® -|=
o~
0.5
CH3 o)
0 r T T r Ay + —_ Ay — - v y
90 95 100 105 110 115 120 125 130 135 140 145
Counts vs. Mass-to-Charge (m/z)
x10 3 |CPd 37: L-a-Hydroxyisovaleric acid; C5 H10 O3; 4.524: (M-H)-: -ESI Product lon (rt: 4.516 min) Fra -
5 B OH
o3
0
4 25 2
>
3| RS H3C OH
2 -
> %
1 3 3
S <
ol 2 < CH3 o
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)
MSMS Spectrum
x10 3 |CPd 37: L-a-Hydroxyisovaleric acid; C5 H10 03; 4.524: (M-H)-: -ESI Product lon (rt: 4.524 min) Fra -
4 OH
3 -
H3C OH
2 -
o
I~ .
=+ I
1{ 2%
e
0 Ay cH3 o
100 200 300 400 500 600 700 800 90 1000 1100
Counts vs. Mass-to-Charge (m/z)
MSMS Spectrum
x10 2 Cpd 37: L-a-Hydroxyisovaleric acid; C5 H10 O3; 4.524: (M-H)-: -ESI Product lon (rt: 4.532 min) Fra -
71 o OH
S
61 S
"
5| 8
. H3C OH
3 3 ©
S8 = 2 S P o @
1188 8 g g g g ¥
1 2 @ w < < s ©
- B @ s 2 8
ol dbid 3 7 o Do ° )
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

Counts vs. Mass-to-Charge (m/z)




No.

Polarity

Name of compound
identification

Mass spectra

Citric acid
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Methyl N-(a-
methylbutyryl) glycine
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3-Dehydroshikimic acid

MS Zoomed Spectrum
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3,4-
Dihydroxybenzaldehyde

MS Zoomed Spectrum
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Quinic acid
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D-(+)-3-Phenyllactic acid

MS Zoomed Spectrum
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11 Pyrocatechol S Zoomed Specum
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12 Nordihydroguaiaretic
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D-Ornithine

MS Zoomed Spectrum
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Isopalmitic acid

MS Zoomed Spectrum
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