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B & M : Shim-pack GIST C18 it (250 mmx 4.6 mm1.D., 5pm

P/N:227-30017-08, SGLC)
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A: 0.05% BEER/KAR; B: BB

B R : 30°C

0-25 min 210 nm; 25-60 min 230 nm
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B & M : Shim-pack GISTC18 &iZ#F (100 mmx 2.1 mm1.D., 2 um
P/N: 227-30001-04, SGLC)

1 o A:K; B: O

; & : 0.4 mL/min

= = o 30°C
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Time(min) Module Command Value
18.00 Column CTO.RVR 0
20.10 Column CTO.RVR 1
25.00 Pumps Pump B Conc. 0
25.00 Pumps Pump B Conc3. 15
25.00 Detector Wavelength Ch1 230
34.00 Pumps Pump B Conc3. 18
35.00 Pumps Pump B Conc3. 20
40.00 Pumps Pump B Conc. 20
44.00 Pumps Pump B Conc3. 20
45.00 Pumps Pump B Conc3. 45
50.00 Pumps Pump B Conc. 90
55.00 Pumps Pump B Conc. 90
55.00 Pumps Pump B Conc3. 47
55.10 Pumps Pump B Conc. 0
56.00 Pumps Pump B Conc3. 5
60.00 Controller Pump B Conc.

£: “PumpB Conc3.” &/ 1D BHERE, “PumpB Conc.” /xR 2D BHMERE, 0" RAR—HERECNSH O
B, "1" ®Re—HERBERUSBHOVGREEER

LCMS-9030 JRi% M4 :

B F B : ESI+, ESI- B O 8 &K : 45kv/, -35kV
EERZE : 3L/min Mm#H/”E WE : 10.0L/min

DL & E : 250C MARERIEE : 400°C

# ORE : 300°C FBRSRE 10.0 L/min

W o#E 5 &S B @ E R MS & MS/MS (DDA)

1.3 #FmBr bz
EVRAIXSBRZ544 0.4 g, AN7K 50 mL, fOFAEIARIRER 45 ﬁj‘%EP, B, EERERT, KENRIE 25 mL, BF
b3 (ThF 200W, #ZF 53kHz) 30 o%f, EXH, MULIEE, EREZRRENS.
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2 2 SHHEeEE (2D)

— YRR ENE P/ 2 SHFMIETIAZE SO uL EEXFHTRE, BHIERDERTRE, ZADE_H
A8 ERYIREBBY 189 35.267 min,
2.2 83 MS' miZRHE TRIEER S T

£ LCMS-9030 3¢ — 4R EIRENA D 2 3ETIE. RIERXT MS' X&E, EBFENXT MS' KME m/z
579.14952 i85S, ABFHER T MS' #MF m/z 577.13505 MBES, M MS' RIEEEEHEN 2 S
gD FE0T8ER 578,



=

Ej N
L] /=
SHIMADZU

Excellence in Science

LCMS-QTOF-037

Inten. (x10, 000) Inten. (x100, 000)
1 + -
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0.9
2.251
] 0.8
2,00
] 0.7
175
] 0.6
150
1 0.5
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0.4
1.00
0.75+ 0-33
] 675. 11173
0.50 - 0.2+
1 695. 07074
1 469. 13164 0.1
0-257 ‘ 60 .[13159
0. 00+ ‘1\‘“\‘\,“%« le“‘w”L -‘h 0.0 — =t — :
200 300 100 500 600 w7 250 500 50w/

3 2 SHEE MS' RiZE

ETHEBOTENRBUREEL, 2 SHEIERN MS' #3EF A Labsolutions Insight Explore £ & # Calculate
Formula ThEFUNE B BERY 2 F 3o

579.14969 577.13504
- + . -
: ESI : ESI
] 1.0e5 ]
1.5e4 7 ]
] ] = RS
] 75e4 S| Sl
1.0e4 ] ]
] 580.15280 5.0e4 578.13848
50e3 7 2504
] 581.15559 s 579.14114
1 82.15736 ] :
0.0e0 | | ? 0.0e0 ] I 58014394
| \ [ \
20657 s81.15569 08215837 2065 - 7914173 58014381
40e57 580.15310 40e57 578.13854
6.0e5 7 X b NV Y4
6.0e5 ENACIIVE )
8.0e57] 8.0e5 7]
1.0e6 7] 1.0e6 7|
579.14970 57713515
L e B S [ e B B S S T
580 582 m/z 578 580 m/z
[C30 H26 O12+H]+ 1.00e6 [C30 H26 O12-H1- 1.00e6
Score Pred. (M) | Pred. m/z| Meas. m/z | Diff. (mDa) |Formula (M) Ion Diff. (ppm) | Iso Score | DBE
Y Y Y Y Y Y Y Y v b
99.74 | 578.14243 | 579.14970 | 579.14969 -0.01 | C30 H26 012 [M+H]+ -0.017 99.72 | 18.0
2 92.98 | 556.16075 | 579.14997 | 579.14969 -0.28 | C30 H20 N8 04 |[M+Na]+ -0.483 9242 | 25.0
3 72.90 | 556.15941 | 579.14863 | 579.14969 1.06 |C29 H24 N4 O8 |[M+Na]+ 1.830 70.95| 20.0
4 67.15| 561.11721 | 579.15104 | 579.14969 -1.35 |C31 H19 N3 08 |[M+NH4]+ -2.331 64.97 | 24.0
5 67.15 | 578.14376 | 579.15104 | 579.14969 -1.35 |C31 H22 N4 08 |[M+H]+ -2.331 64.97 | 23.0
6 66.78 | 578.14108 | 579.14835 | 579.14969 1.34 |C27 H18 N10 O6 | [M+H]+ 2314 64.54 | 24.0
Score| Pred.(M)| Pred. m/z| Meas. m/z| Diff. (mDa) |Formula (M) Ion Diff. (ppm) | Iso Score | DBE
Y Y ¥ Y b 4 Y h 4 Y p. & R &
99.94 | 578.14243 | 577.13515 | 577.13504 -0.11 |C30 H26 O12 [M-H]- -0.191 100.00 | 18.0
2 99.94 | 532.13695 | 577.13515 | 577.13504 -0.11 | C29 H24 010 [M+HCOOQ]- -0.191 100.00 | 18.0
3 99.94 | 51812130 | 577.13515 | 577.13504 -0.11 | C28 H22 010 [M+CH3COO0]- -0.191 100.00 | 18.0
4 66.29 | 578.14108 | 577.13380 | 577.13504 1.24 | C27 H18 N10 06 |[M-H]- 2.149 63.86 | 24.0
5 66.29 | 532.13560 | 577.13380 | 577.13504 1.24 | C26 H16 N10 O4 |[M+HCOOQ]- 2.149 63.86 | 24.0
6 66.29 | 518.11995 | 577.13380 | 577.13504 1.24 |C25 H14 N10 O4 |[M+CH3COO0]- 2.149 63.86 | 24.0
4 Insight Explore 2 FFUNI 45 R
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HARERBRATHORMNER, 2 SHEETEND FIXN CGHxO, [M+H]" 5 [M-H] BIEIERFTLIRESD
529 0.01 mDa %1 -0.11 mDa, |—_H_L§§J\XEEEE S92 5079 99.72 #1100,
2.3 MS® M XHRIA
Labsolutions Insight Explore 2423 4T 5P BY Assign THEET] E#£55# 2 Chemspider 3( PubChem A H iR FEi#1T
#IEE, A% Auto Assign MITT XS MS* FRIEEhiE A B 75 T eENEM T Bah RO, AERRXHEH
— SR ERMEKEE.

MOL Search X # |Name [Formula [N
S 4 6 i

O PubChem @ ChemSpider 1 |@R2R3R,3R)-2.2-Bis(3,4-dihydroxypheny)-3,3'4,4 tetr... |C30H26012 |578.14246
& (+)-Procyanidin B2 C30H26012 |578.14246
@® Formula: |C30 H26 012 3 2,2'-Bis(3,4-dihydroxyphenyl)-3,3' 4,4'-tetrahydro-2H,2'H-... |C30H26012 |578.14246
4 Procyanidin B4 C30H26012 |578.14246
O Mass: 579.14970 +/- ppm 5 5 | 5-Hydroxy-2-(4-hydroxyphenyl)-4-oxo-4H-chromen-7-yl ... |C30H26012 |578.14246
6 | 5-Hydroxy-2-(4-hydroxyphenyl)-4-oxo-4H-chromen-7-yl ... |C30H26012 |578.14246
0 [M+H]+ 7 (2R,35,45)-2-(3,4-Dihydroxyphenyl)-4-[(3R 45)-3-(3,4-dihy... |C30H26012 |578.14246
8 (2R,35,4R)-2-(3,4-Dihydroxyphenyl)-4-[(3R,4R)-3-(3,4-dihy... |C30H26012 |578.14246
Max Results: 9 | Procyanidin B3 C30H26012 |578.14246
10 | 2-(3,4-Dihydroxyphenyl)-8-[4,5-dihydroxy-2-(3,5,7-trihydr... | C30H26012 |578.14246
OrderBy: | [EREENEC bt 11| 1,5-Anhydro-1-[5,7-dihydroxy-2-(4-hydroxyphenyl)-4-oxo... | C30H26012 | 578.14246
Auto Assign 12 | (2R,2'S,3R 45)-2,2'-Bis(3,4-dihydroxyphenyl)-3,3',4,4'-tetra... |C30H26012 |578.14246
13 |(2R/4S)-2-(3,4-Dihydroxyphenyl)-4-[(3R 4S)-3-(3,4-dihydr.. |C30H26012 |578.14246
14 | 5-Hydroxy-2-(4-hydroxyphenyl)-7-oxo-7H-chromen-3-yl .. |C30H26012 |578.14246
n 15 |ECHINACIN C30H26012 |578.14246
16 |Procyanidin B3 C30H26012 |578.14246
+ 17 |Procyanidin BS C30H26012 |578.14246

5 Insight Explore SEH#TEMAEEL R (FIEBLER)

FI A Labsolutions Insight Explore ZX{F Assign I 86 T~ Y MOL Search 330 F 3 C5oH»0q HITHEMNIE R,
107 1M EDREK, REANSEMAERENR, EEXMR ZRREEE, N 2 SIETENERS ?"WGA’-WJ
FHBSZEBETZBMENR, I iZEETENNKE. 7. FF,

RAREBSREINERN 2 SIEFTH—SHRIA, N2 SENRESE B, H—#5 " H#REEEUR
MSZF‘t SR TEIR:
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Shimadzu (China) Co., LTD. - Analytical Applications Center
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Email: dr_jin@shimadzu.com.cn

Tel: 86(21)34193983

http://www.shimadzu.com.cn





