Supplementary Figure 1. LC-MS profile of PREXt in positive mode.

(A) Full HPLC chromatogram monitored at 254 nm (B) signal-magnified (6.7 x)
HPLC chromatogram monitored at 254 nm (C) MS spectrum of paeoniflorin (m/z 503,
[M + Na]*) at 13.55 min (D) MS spectrum of pentagalloylglucose (m/z 963, [M +
Na]®) at 19.02 min. The molecular weight of paeoniflorin and pentagalloylglucose is
480.47 and 940.68, respectively.

Finnigan LCQ 11/12/2015 3:56:17 PM
LC-MS

(A) RT: 0.00-44.98

E:DATAL \LC-MS\PRECcurde_pos01

1355 NL.
08 82961
07 Crannel A
05 PRECcurde
_pos01
= 05 308
< 04 |
03
0z | 308
|
01
ool 2z 258 630 656 893 954 1132 1603 1812 1902 2238 2426 2408 2775 3089 TUO° 3241 3452 3sas 3915 4138 4235
0 2 4 ] 8 1 12 14 16 18 20 22 24 26 28 30 32 34 36 38 40 42 44
Time (min)
RT: 0.01-44.88
B "
8.20E-1
012 Channel A
10 PRECcurde
_pos01
0.08
2
S 006
18.12 18,02 089
0.04 893 f
656 1.2 16.03 238 2426
258 ) || 648 7.48 18.94 . 3082 3452 2015
o002 546 954 28612098 775 3045 || 366 3846 4136
24 v A 4201
0,00 : . S
2 4 L] 8 10 12 14 16 18 20 2 24 26 28 30 32 34 38 38 40 42 4
Time (min)
PRECcurde_posD1 #4068 RT- 1371 AV: 1 NL: 1865 PRECcurde_pos01 #571 RT. 1926 AV: 1 NL 2.34E5
C T: + ¢ ESI Full ms [ 50.00-2000.00) ( D )T. + ¢ ESI Full ms [ 50.00-2000.00]
100 50303 100 962.93
g % g 80
] §
2 k-
e 5 50 1520
2 3
15090 363.34 I
£« 178.83 s, aen 51832 £ [
2 ] 42885 |
3 249,83 307.08 & 295.06 | 883,08 1673.11
* 14230 L 13995? s7e8 ot sser 20 62266 77064 | 1380.86 1803.88
| i | | 1t L Ll i
0 L0 Dot o AR bt ol A L0 g | ol ghablgal el b ol 1 Al Lo s gL ksl
100 200 300 400 500 500 700 800 200 400 600 800 1000 1200 1400 1600 1800

miz

miz



Supplementary Figure 2. LC-MS profile of PREXxt in negative mode.

(A) Full HPLC chromatogram monitored at 254 nm (B) signal-magnified (12.5 x)
HPLC chromatogram monitored at 254 nm (C) MS spectrum of paeoniflorin (m/z 479,
[M —HJ) at 13.71 min (D) MS spectrum of pentagalloylglucose (m/z 939, [M + Na]")
at 18.30 min
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