| FEFRIRS |

|

Waters

THE SCIENCE OF WHAT'S POSSIBLE."

2L UNIFI Natural Products Application Solution #2 BlIZR AN{EHREEF P
891 L 2R Ed HESR Tl FRBY P ZE R D

S 1735 “Rob Lewis’ ~ Alex Hooper” ~ James Morphet? ~ BEE' ~ Kate Yu®

USEEFHERIER (2)8) BIRAS) & PE
*Waters MS Technology Center, Manchester, UK
*Waters Corporation, Milford, MA, USA

fEREEE

B ARIRBMAEEABRBAT (ACQUITY UPLC®
-Class) ~ POMRAR TR TIFRIEE 55 (Xevo®

G2-S QTof) K2 UNIFI® KIREMERDR S =ik
TE AR FPEEFE PO L E RNl HE R EL P
SLER o UNIFI $IRK0WDRN D 8 7E RO HE Rl
JRESHEEMNTIEREE/[E 1K
1SR H R AP EERY D E I 0) T 1
ESe

WATERS #RT5 %
UNIFI Natural Products Application

Solution

ACQUITY UPLC® I-Class 2
Xevo® G2-S QTof B 5%

UNIFI Scientific Information System

Waters DHTIEXE D EAH

iR

PBEERE  RIVRIAEDNRD D
# - (B IR ELER - UPLC/QTof MS* -
RIREDAIMTIERIZ  PEEATR
$% 51 » £3Z (DanShen) 32 (Salvia
Miltiorrhiza) » =15 (SanQi) * BB5 (Panax
Notoginseng)

&

RPTE XD BIREY S BIFBE MOV EMREY  HPOJERES
BEY - ZEY) BB LR B B8 EMI - BiREMN TSR
IHARBRRIBPEMSEULZRMD o TER—DIBRENERRS
o - F{PI5R 88 S U01al5E A8 UNIFI Natural Products Application Solution 2 E
Traditional Medicine Library ((PZEERIES) - 5 Wik Bl S X0EMIRAH91L,
BRD o SEIT AR DTG - DT A B RFENE Traditional Medicine Library
(PEERE) ENMEEXEMBRINILEY  BUELLEN R
SBER REEINERETIEEEIT - fERBLIR — DRI DEEE -
IARRNRE © It TIERRRER NG A REBREREEE0T R
BESTROMTIZ ©

NE REPHHRABEEFTEURERNNEBHEYRRRD
WER BRI E\AIE(LBMD 2N  E B s E P REfE BEVPEE
Dot BTIRFERE B2 MRABKENIZLATET - BR
IJRNERABERENIFEEZ BMEAEINER LUMS EERITHIERS
AEBR MRABDARBERE) EELERENFEAESER
BENaOHkE

BT RAEHED RV E TIERZWT  MA TSN ——H8R
HEEBE  RETBEFU/EEF M0 R E SR B aJaEY
DIV IHEMGRIESIR EENE S BT SR - 2125
IRIE MS/MS B R B S HEmIr RIS IS - 16 8B SR BIRMND 0L 2518
RE -TIRFMS MEAENERFZIES DR BERBIFE
FX0VIREE (DRI AED RICEBEIRLIM) - BRI /AR
WEWB R SHERNENEPIHREIS -



[ FEFRS |

a2

RS EZS

MR AR DHTEY TCM Hi6a o EFREEGEINSTREERAD © 1 500 mg BYKZRIB AR 50 mL MeOH/H,0
BN & BIUBSREIEER 5 D48 o )T 5T2HI5TL 45 ym SBIR B RBE R EZIETEIBR

LC {4
LC Rk : iiEE FINKRRE
122869 ACQUITY UPLC
[-Class
Bt ACQUITY UPLCHSS T3
2.1 x 100 mm~ 1.8 pm
EHRE: 40°C
RAORE 15°C
=i A: 7K (0.1% BYEPER) ;
B: Zf5
1B
5 R ABH  BAE bR
(mL/min) (%) (%)
0 0.6 90 10 (L)
0.6 90 10 6
12 0.6 5 95 6
14 0.6 0 100 1
17 0.6 90 10 1

MS &4
MS F# - Xevo G2-S QTof
PREVEDE 100-1500 Da
ISR 0.1 %
RREETY MS*~ESI- }% ESl+
(FRHTIETN)
HESS SSEREEASUERK (LE)
1 ppm (3718 0.3 7
k= 15 7))
FEHEER 3kV (ESI+)/2.5 kV (ESI-)
RGOS ER 100V
HIZRES (eV): 1€ CE : 6/ CE: 20-50
RESTRRE [Bui=e
BIREERE:  500°C
RRHEREERR: 30LA
DIFBER MR 1000L/h
VSIS R 17 D8
SRR RIBAIERS
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Item name: danshen
Channel name: 1: TOF MSF {100-1500) 6eV ESI- - Low CE (BPT)
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2A. 50 TCM ZEFEHT UPLC/QTof MS EZIEEES (BP)) [BHTE -

Item name: danshen
Channel name: 1: TOF MS® {(100-1500) 6eV ESI- - Low CE
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2. MFRABERFTEHGE MassFragment BENEHOVFHBES BIBRETESSIERNS -

3. BIEZRBEBIEOVJEE N E DB D TE Traditional Medicine Library (PEEE K} E) pFY,
REEFRBR HRAEBEBALRIESTVE—FERIENT -

FBER BB 7575 2=  UNIFI Natural Products Application Solution RESOS (MBS B P2+ 0E1EB
EHYA T RIBIZ 8 p B EN LB TIERIZ o th ERRELO KIS R DM TIE B2 iimiRs
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Review | Investigate Report

i €= | Review Results | @ Limits ~ [E Process @ Ecit v R Tools v B | FFile ~
Workflow Tray: 1:C,1 danshen 1] Ginsenoside Rb1 Gl bl 7 Filters
Workflow ew: *Accurate Mass Screening MSe = ' i t Ml =10
Summary 4 Componentname  Formula Observed RT (.. 1+ m/z Response  Mass error (mDa)  Adducts  Identification status  Label Isotope Match Mz RMS PPM  Identified High Energy Fragments =
Batch Overview
o 78 Notoginsenoside Fa  C53H100027 749 12856434 42092 00 +HCOO... Identified confirmed 010 21
Review 79 30(s5)-Ginsenoside.. C42H72013 751 8294949 83032 06 +HCOO... Identified confirmed 073 39
© System Suitability Check 1 =y S e T : = 2
80 GinsenosideRbl  C54HI2023 754 11536009 492734 02 +HCOO,.. Identified confirmed 022 7
@ Component - Good Match |
| |81 20(5)-Ginsenoside... C36HE209 765 6834374 157145 02 +HCOO  Identified confirmed 025 %
o Component - Poor Match 3B @
82 Ginsenoside Rbl  C54H92023 766 11536006 8457 06 +HCOO  Identified confirmed 056 65
o Component - Low Abundance
3 83 | 20(5)-Ginsenoside.. C42H72013 766 8294944 2319 11 +HCOO  Identified 128 47
o Component - No Match High Int
; 84 Notoginsenoside R2 C41H70013 766 8154795 21803 04 +HCOO... Identified 080 4
o Compenent - No Match Medial L...
85 Notoginsenoside Fc  CS8HI3026 776 12556320 23444 08 +HCOO... Identifisd confirmed o1 a

o Component - Quantification

& Component - Confirmed Table f . =
© Component - Confirmed Plot T homatogTaI: ; i Spectra ~
o iy senicu ot Ttem name: danshen Item name: danshen Channel name: Low energy : Time 7.5362 +/- 0.0167 minutes : 3D mass peak list
Channel name: Ginsenoside Rb1 [+HCOO] : (114 PPM) 1153.6009 Description:
G Binary - Difference Ginsenoside RbL. _ 1153.60091 1597
© Binary - Common 7.5¢5 | 7.54 E
3 1ler] 1.
© Binary - Reference Unique [S] 1107.50404 | 115460433 3D
j &
o Binary - Unknown Unique z E . 59980104 g11deas 35154630 || 122553062
S sesd T T t T T T T
3 200 400 600 300 1000 1200 1400
3 A z Item name: danshen Channel name: High energy : Time 7.5362 +/- 0.0167 minutes : 3D mass peak list
2 3( Description:
E 2.5¢59 o 25071 7110;._59527 256e7
£ v
S 323.09808
. 783.48961 945.54217
g i & $21i43000 2 110859882
o » ! o % - 1437.73779
a T T T T T T T 0. T T T T F T T
2 4 6 8 10 1 14 200 400 600 200 1000 1200 1400
Retention time [min] Observed mass [m/z]

3. 7F UNIF it SR A0 TCM ZBHE (L SBEE D 097528 © 3A BT /8B R TIEMRFE - 3B B R0 BIZE  3C 2 3B PATER D 094 &Rt T IEMTE
3D R 3C 9EIEE 5
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Confirmed (F£53) ©

Item name: danshen Channel name: High energy : Time 7.5362 +/- 0.0167 minutes : 3D mass peak list
Description:
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ses-] S gﬁ%‘\ Q @»ﬂ;@jﬂl 7%‘\1
323.09808 J 62143666 < 947.54811
255 Mass error: -0.3 mDa o Mass error: -0.5 mDa 76547897 i
; - 785.49576
Mass error: -0.5 mDa
263.07643 459.38372 03,4246 52244018 \ 829.49371 92753129
22410162 Mass error: -0.6 mDa 537.34196 . / 691.44122 & Mass error: -1 mDa
A S Jeaadas \ \ 94955208
389.12215 I_ L1 / 1y 853.48934 /
(8 VP AP, U : : : ; A ; : ; ekt et — K
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4. MassFragment #1553 2 E5 Rb] {8588 S 09751857205 ©

LR LS TUBREE RIESR A DR AR R RN ETFSBEAZET BEEMH A2
=t EF2HNLEYE - ELMDERZN =P EM N ETIETHIELIEI R
Mo IS RE—T BRI —CAZRERAEESITUEEBE EMEPENDHIDE TCM
Bo75 o BN T RS _EthIk B S EABBC 5 » BIQ0STEIEZE (Panax quinquefolius) SYLUAS (Crataegi
fructus) 2 X8BVECTS ©

R EIEMRE R KIS ENIE B e ERE BRI Ll 2 BB X0E
BV ERD © LB DBV TIERIZE B TREVESR  ALFLZAT Traditional Medicine Library (P
BEER D) EZEA0DPEEM K (salvia miltiorrhiza ~ panax notoginseng ~ panax quinquefolius J2 crataegi
fructus) 8L RS D BE\E UNIFl D775 289BIREE BB ERIEITIEH -
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Component name Formula RT{min) Response m/z Error (mDa)} Error (ppm)  Adducts Label
1 Salvianic acid A C9H1005 099 7002 197.0451 -0.4148 -2.10 -H confirmed
2 Protocatechuic aldehyde C7HE03 163 4283 137.0242 -0.1934 -141 -H confirmed
3 Lithospermic acid C27H22012 350 19188 537.1027 -1.1279 -2.10 -H confirmed
4 Salvianolic acid D C20H18010 3.57 7772 417.0820 0.6713 -161 -H confirmed
5 20-O-Glucopyranosyl ginsenoside Rf C48HB2019 4.04 24616 1007.5421 -1.1674 -1.16 +HCOO, -H confirmed
6 Rosmarinic acid C18H1608 4.09 60848 359.0770 -0.2202 -0.61 -H confirmed
7 Salvianolic acid A C26H22010 4.19 129863 493.1138 -0.1842 0.37 -H confirmed
8 20-O-Glucopyranosyl ginsenoside Rf C4BHB2019 443 62970 10075423 -0.9179 -0.91 +HCOO, -H confirmed
9 Notoginsenaside Fc C58H98026 451 1010 12556329 0.0889 0.07 +HCOO confirmed
10 Lithospermic acid B C36H30016 460 724974 717.1453 -0.8088 -1.13 -H confirmed
11  Notoginsenoside R1 C47H80018 464 204023 9775314 -1.2607 -129 +HCOO,-H  confirmed
12  Baicalin C21H18011 4.69 5640 445.0780 0.3632 0.82 -H confirmed
13  Ginsenoside Rd C48HB2018 497 368264 9915475 -0.8503 -0.86 +HCOO,-H  confirmed
14  Ginsenoside Rgl CA2H72014 499 1102946 B45.4903 -0.0922 -0.11 +HCOO,-H  confirmed
15 Ginsenoside Rgl C42HT72014 5.25 12929 8454902 0.2179 -0.26 +HCOO confirmed
16 Monomethyl lithospermate C28H24012 5.37 114604 5511197 0.2131 0.39 -H confirmed
17  Salvianolic acid A C26H22010 5.60 1545 493.1141 0.0894 0.18 -H confirmed
18 Salvianolic acid C C26H20010 579 175372  491.0990 0.6454 131 -H confirmed
19  Dimethyl lithospermate C29H26012 5.81 10725 565.1354 0.2655 047 -H confirmed
20 Dimethyl lithospermate C29H26012 593 92868 565.1357 05784 102 -H confirmed
21 20-O-Glucopyranosyl ginsenoside Rf C48H82019 6.33 19364 1007.5433 0.0201 0.02 +HCOO,-H  confirmed
22  Notoginsenoside T C64H108031 6.62 BB39 1417.6854 0.2913 -0.21 +HCOO, -H confirmed
23 Notoginsenoside Fa C55H100027 6.93 44213 12856447 12916 100 +HCOO,-H  confirmed
24  Ginsenoside Rgl C42H72014 7.06 34689 B45.4906 0.2163 0.26 +HCOO confirmed
25 Cryptoacetalide C18H2203 7.10 9539 285.1497 0.0427 015 -H confirmed
26 Notoginsenoside T C64H108031 716 7914 14176854 02771 -0.20 +HCOO,-H  confirmed
27  Notoginsenoside Fa C58H100027 7.20 83126 1285.6443 0.8786 0.68 +HCOO, -H confirmed
28  Notoginsenoside R2 C41H70013 21 219884 815.4801 0.3041 0.37 +HCOO,-H  confirmed
29 Ginsenoside Rb3 C53H90022 728 20796 1137.6065 0.3184 0.28 +CH3C00 confirmed
30 Notoginsenoside 5 C63H106030 7.43 871 1387.6732 -1.9177 -1.38 +HCOO, -H confirmed
31 Notoginsenoside Fa C59H100027 748 42092 1285.6434 -0.0362 -0.03 +HCDO,-H confirmed
32  20(S)-Ginsenoside Rg3 (Ginsenoside Rg3) C42H72013 7.51 83032 829.4949 -0.5657 -0.68 +HCOO,-H  confirmed
33  Ginsenoside Rb1 C54H92023 754 492734 1153.6009 0.2281 -0.20 +HCOO, -H confirmed
34 20{S)-Ginsenoside Rh1 (Ginsenoside Rh1) C36H6209 7.65 157145 683.4374 -0.2032 -0.30 +HCOO confirmed
35 Ginsenoside Rb1 C54H92023 7.66 8457 1153.6006 -0.5535 -0.48 +HCOO confirmed
36 Notoginsenoside Fc C5BH98026 7.76 23444 1255.6320 -0.8412 -0.67 +HC0O,-H  confirmed
37  Ginsenoside Rb2 C53H90022 B.06 97093 11235891 -1.4610 -1.30 +HC0O,-H  confirmed
38  20(S)-Ginsenoside Rh1 (Ginsenoside Rh1) C36H6209 8.52 37225 683.4371 05177 -0.76 +HCOO confirmed
39 Notoginsenoside Fe C47H80017 B8.54 15952 975.5528 -0.603% -0.62 +CH3C00 confirmed
40 Ginsenoside Rd C48H82018 B8.68 880119 9915489 05661 0.57 +HCOO, -H confirmed
41  Ginsenoside Rb3 C53H90022 911 1715 11235896 -0.9565 -0.85 +HCOO confirmed
42  Ginsenoside Rd C4BHB2018 9.1 105207 991.5476 0.7623 -0.77 +HCOO,-H  confirmed
43  20-0O-Glucopyranosyl ginsenoside Rf C4BHB2019 9.35 3311 961.5371 -0.6979 073 -H confirmed
44 Ginsenoside Rh4 C36H6008 10.23 65829 665.4266 -0.4154 -0.62 +HCOO confirmed
45  Danshenxinkun A C1BH1604 10.27 22334 295.0972 -0.4093 <139 -H confirmed
46  Ginsenoside Rh4 C36HE008 10.39 97784 665.4261 -0.9420 -1.42 +HCOO confirmed
47  20(S)-Ginsenoside Rg3 (Ginsenoside Rg3) C42H72013 10.70 68724 B29.4949 -0.6142 -0.74 +HCOO,-H confirmed
48  Ginsenoside F2 C42H72013 10.79 BB35 B29.4944 -1.1291 -1.36 +HCOO confirmed
43 N inqui C1BH1603 1112 54015 279.1022 -0.5008 -1.79 -H,+CH3C0O0 confirmed
50 Salviolone C1BH2002 1125 28599 313.1442 -0.3307 -1.06 +HCOO confirmed
51 Dihydrotanshinone 1 C1BH1403 1157 171319 277.0868 -0.2240 -0.81 -H confirmed
52  Sugiol C20H2802 1185 53468 299.2016 -0.0323 0.11 -H confirmed
53  Tanshinone I B C19H2003 1231 95703 295.1340 0.0329 011 -H confirmed
54  Milirone C19H2202 1248 47717 281.1547 -0.0260 <0.09 -H confirmed
55  Salvianen C21H21NO2 1266 3930 378.1703 -0.7997 -2.11 +CH3000 confirmed
56 Milticdiol C19H2203 13.37 5256 297.1492 -0.4174 -1.40 -H confirmed
57  Ursolic acid C30H4803 1352 53957 455.3529 -0.1933 042 -H confirmed
58  Lnolicacid C18H3202 13.73 80398 279.2330 0.0428 0.15 -H confirmed
59 Hexadecanoic acid C16H3202 14.19 145228 255.2332 0.2836 111 -H confirmed

7 1. KAZELEE BIFTISAL DI B 2 o 7F UNIFI SEFE N\ Component Summary Reporting Template (55598 228
SEE) Bl /B8N &R ©
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