For Research Use Only. Not for use in Diagnostic Procedures.

Drug Discovery and Development

_SCIEX)

The Power of Precision

SCIEX TripleTOF™ & S #IEM IR RIELEEHRAE AT NG

BN B 7=

Quickly identification of phase Il metabolites in plasma after oral
Compound Traditional Chinese Medicine by SCIEX TripleTOF™

system software

B, AETH, BB
Lei Min, Long Zhimin, Guo Lihai

SCIEX, H1E

Key Words : SCIEX TripleTOF™ System, Compound Traditional
Chinese Medicine, Phase Il Metabolites identification, Neutral loss

search and Identification

REK, BRMUBRAMNTHET, RAFBRERE. 554
Hl. BEFNN, JATBHERM. M8 ESFRRNIAbE
fr AR BRIEEREIER,

XERIRED, BERERERTERS ABRNGEENEES
B XEF RS TEANME R — K BIAERE, B
FHEREERIRR AT, —RIIRWEETHIBERE~Y, &
FUEHHRBESFENEAZERETA FE FISEE R,
URGEEEEBERIMBOTEEIR, EEFS, TESCIEX
TripleTOF™"R G H B KB REEGNSE S MBRIIEE
(IDA+DBS ) REF R THRBAIBA U EY ZREIRNER £,
FBEFSCIEX TripleTOF™R S EHR D TH A ( Peakview™ K 5k
SCIEX OSHER ) L FFAE P I R KT IRTNAE, oI PRRBE S
BEHERFTHERN—RIIREY, 2—MaRRBRIMLEERS
o WIERINBESRE A TE L,

KX T MARAF B B AT 8] K T R G (TripleTOF™&R %)
RFRMAAE T AMEHIMEREYN TIERRE, BMEASCIEX
TripleTOF™RGEIRE N ( Peakview™3R 4Bk SCIEX OSER 1 ) #E
FTHEEETE, RERRBREALETAHAEANMNEEEDEREER P M

RUO-MKT-02-11969-ZH-A

Fragment Matching x
Minimum Intensity:
[ Adjust precursor miz using residual parent
Fragment MiZ Neutral Loss M/Z ~
176.0315
20.5649
v
[ ok | | Cance |

1. SCIEX BRI M AR B TR X K id IR TheE

E 5 (176.0315Da) FIFRER H 14 % 52 (80.9649 Da)HIREHH, 715EE
AT

BASCIEX TripleTOF™R S R 1 1 RELE A oS SHIBRTN
BE(IDA+DBS)REA T, RIEABRUERZUEMN_REIRNIRE
AR,

FAFHEFR MR RILIRAVTT ( Fragment Matching ) IRERH 25
EANMER, TENRENRREAEZEFRERRELESEE
FEBSTR M 55 (176.0315Da) FIHRER 7 M 2 25 (80.9649 Da) HOIIFE LS
=4,

%7775 ASCIEX TripleTOF™R SR EM BIRR f—FRE M, B
MEYFELE BRSO TANEES, FFHEREEHEMNERMLEIER
Lala 7/

pl



SCIEX)

The Power of Precision

SCIEX ExionLC™Z& 5 + TripleTOF™ &R 4t

B HSST3(100 x 2.1mm, 1.7 ym)

antl: AME: K (&5 mmol/LBERR $%+0.1%FE )

BYR: EREFTRESIR, NEFRR

REFAR: TOFMS ( KITAERIE—RITHE ) -12 MS/MS (%

i [B) Bk — 434 )

TKATRT (A B — R I TOF MS: Bitr tESE Bl (Da)100-1500
TKATRT (A B R TOF MS/MS: Fatsr bESE El (Da)50-1500
BRI IERS(CDS)FF 2
ST SR DBS) 2
BFRSE:

B R 35 B [ -4500 V S[HS CUR: 35 psi
F 1= GAS1: 55 psi F 1L GAS2: 55 psi
TRE TEM: 450°C FFEEBEDP: 80V

Ri{EREE CE + CES: -40+20V

BHH. HEE
SRIE: 0.4 ml/min
8 40°C ZHAEANMENIERGE =Y EENERETTRUEYE
) ) . , SFEAEERIRRLANE, AAELBFERT, FREEREE
Time(min) A (%) B (%) R FP M X 5k (176.0315 Da) IR AR 71 1 25 5% (80.9649 Da) #7480 [m)1d
22 zg ig B, EATHEE, SELSH1sMEY, TR
é % o FHSTMFERE =Y REERER . £EFMERIEKL
20 65 35
35 15 85
40 5 95
40.1 90 10
45 90 10
K1 REK, BERMBERNEFTHHFHLEETNRETIFR
m#nEF . e =
o RERR BEFEST RER
= . =
FS Lamam SFX /wgﬁft (min) H(Da) Z(ppm) ®HR B FERL(Da)
1  BE1RE+GIcUA Cy7H,5015 [M-H]- 7.32 591.136 0.8  415.1053
2 REFEHIT+GICUA+SO3 CyHis0,,50;  [M-HI- 7.63 509.0401 1.1 333.0067,253.0505
3 KEFH+S03 C,yH005505 [M-H]- 8.84 495.0607 0.9  415.1039,252.0434
4 FRIARE+GICUA+SO3 CyHi0,50,  [M-H]-  10.32 525.0347 0.5 269.053
5  FRIARE+GIc+SO03 CyHy04,,50;  [M-HI- 11.7 511.0559 1.3 431.1016,268.0371,269.0448
6 BREXHFEHEE+SO3 C,;H,,0,50, [M-H]- 11.84 497.076 0.1 417.1196,321.0434,241.0857
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RLEK, BRNERNETHATLEE

M REmIIR (%)

nFnEF
RErE BEFET RER
FS Lamam SFR /%g;& (min) H(Da) Z(ppm) HHRBFREML(Da)
7 KREFEIT+GICUA CyH1010 [M-H]-  12.36 429.0826 -0.3  253.0501
8 EEFEEI+GIcUA+GIC CasHz016 [M-H]- 12.7 621.1468 1.1 459.0896,283.0620,268.0468,113.0249
9 BREBRGICUA-1 CyHoOut [M-H]-  13.76 459.0937 0.9  283.0582,268.0368
10 HlIRZ F+GIcUA Cy1Hy01, [M-H]-  14.36 447.0938 1 271.06
11 MR E+S03 C15H1,0550; [M-H]- 14.54 351.0182 0.6  271.0611,149.0244
12 ZEKREZFHIT+GICUA Cy1HagOro [M-H-  15.01 431.0987 0.9  431.0978,351.0578,255.0667,149.0254
13 S KRKEZFHIT+S03 C1sH1,0,50, [M-H-  15.06 335.0234 0.9  255.0671,149.0247
14 FRIARZE+GICUA CyHys0y, [M-H]-  16.58 4450781 0.9  269.0459
15 REFEIT+S03 C15H140.50, [M-H-  17.96 333.0074 -0.1  253.0503,223.0400,209.0610,133.0287
16 EBFEE+GICUA-2 CyH004 [M-H-  18.93 459.0937 1 283.0613,268.0368
17 EBRHE+S03-1 C16H1,0550, [M-H-  19.29 363.0181 0.3  283.0619,268.0383
18 2’5763_%%'3’6'_ FARAN C17H1,0,50; [M-H]- 20.56 393.0293 1.9  313.0695,283.0281
19 FEHRHAB+S03-2 C16H1,05505 [M-H]-  21.26 363.0183 0.9  283.0610,268.0379
20 182 E Hesperetin+GlcUA Cy,Hp01, [M-H]- 21.96 477.1045 1.5 301.0718
21 =RENBFEFIEGICUA-L CysHye01 [M-H]- 21.99 565.1206 1.3 389.0917,316.0223
22 FRIARE+S03 C15H1005505 [M-H]-  22.12 349.0026 0.7  269.0464
23 ZTHRE=RFEEE+GICUA CaH54015 [M-H]- 22.51 519.1148 0.7  343.0806,328.0536,313.0366,298.0102
—_ —_ =

24 fgl 5?%-3,6-— AR Cy3H,04, [M-H-  22.62 489.1039 0.1  313.0692,298.0455,283.0277,255.0332
25 ZREMBFERI+GICUATSO3  CsHy0.,50; [M-H]- 22.82 629.0824 0.9  453.0552,373.0928

283.0602,268.0365,239.0349,224.0480,
26 EBFREE+GICUA-3 CyHa05y [M-H]- 2291 459.0931 04 517% 407,113.0237 85.0292.59.0133
27 HREE+S03 CHu0.50, MH. 2297 3530337 0, 273.0764,165.0555,163.0395,135.0445,

109.0291
28 THAFLE+GICUA CyoHa0010 [M-H]- 23.31 443.098 -0.7  267.0659,252.0433,113.0240,85.0293
29 204 =683 =FARS CyuH3014 [M-H]- 23.4 535.1096 0.6  359.0784,344.0562,329.0312

Bi+GlcUA

30 REEZR+GICUA CyHy01 [M-H-  23.59 461.0733 1.6 285.0392
31 =FEEMME R Gle+GlcUA CooHieOs6 [M-H]- 2378 6391933 05 i’fiéggg’wl'1079’286‘0852’135'0449’
32 EBFRHEE+S03-3 C16H1,0550, [M-H-  23.79 363.0181 0.1  283.0611,268.0371,239.0354,224.0470
33 ZHENRSREFEF+GICUA-2 CysHy601 [M-H]- 23.94 565.1204 1 389.0854,374.0640,331.0467,316.0227
34 HEFEETHLE+S03 C17H1,0450; [M-H]- 24.17 377.0337 0.1 297.0751,281.0477,267.0304,253.0501,

239.0348
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RLEK, BRMBENETTATLEERNRGEMIIR (42)

MABY o omin BETES ERE

= A H —_—
FS eaham SFX /-m-;l;ﬁt (min) H(Da) Z(ppm) W R B FRAL(Da)

35  TREEZE+GIcUA CyH0y [M-H- 2436 449.1086 0.8 273.0779,271.0592,151.0392,135.0432

36 8-FE574-=FEERIN+S03  Cy,H10,50; [M-H]- 24.46 407.0445 0.6  327.0856,297.0385

37 574-=FREEHE+S03-2 C15H160550, [M-H]- 24.7 391.0491 -04  311.0907,267.1031,252.0788

38 5,74-=FEEFET+GICUA-3 CpeH2s01, [M-H]- 2477 487.1248 0.4  311.0909,267.1030,252.0770

39 B E+S03 C16H140650; [M-H]-  25.03 381.0291 14  301.1064

40 HFERETILZEGICUA Cy5Hp01, [M-H]- 25.12 473.109 0.2  297.0763,282.0536,267.0293,239.0365

41 BIFARE+GICUA CyH001 [M-H]-  25.23 475.0887 1 299.0568,284.0322

42 FBMARE+SO3 C16H1,06505 [M-H]-  25.54 379.014 2.7 299.0546

43 TR E+S03 Cy6H1,0,50; [M-H]- 25.63 347.0228 08 267:0651,252.0423,223.0397,195.0450,
135.0080

44 ZHRE-BRSFEEI+S03-3 CysH160,50, [M-H]- 25.72 423.0396 1.1 343.0830,328.0579,313.0356,285.0401

¥R ~ A = 5]

45 f Gﬁlci 6,7,3.4- AR AR CysHaeOrs [M-H-  25.91 533.1296 -1 357.1002,342.0742,327.0514,113.0238

46 Z“HEREPNRFEEZIGICUA CysHy6014 [M-H]- 25.94 549.1253 0.5 zg'ggg;’% 8.0699,343.0461,328.0206,
403.1049,388.0804,373.0571,358.0336,

47 Z“EREARFEEIR+GICUA Cy6Hy5015 [M-H]- 26.14 579.1359 0.7  345.0601,330.0401,315.0142,299.9920,
175.0248

48 BEREXHEFEFRI+GICUA CyyH3,01s [M-H]- 26.31 593.1516 0.7  417.1222,402.0911,387.0733,372.0512

49 MERE=HFFEERI+GICUA CyaH54015 [M-H]- 26.73 551.1043 0.1  375.0732,360.0504,345.0248

50 ZRENFEEREE+SO3 CoHi0:S0,  [M-H- 2687 4530497  -0.1 o >0923,358.0691,313.0457,300.0274,

285.0040,257.0088,133.0284
5-$2 56,73 4- R EEETH

51 so3 CyoH150,50; [M-H]- 26.98 437.0549 0.1  357.0985,327.0517
52 Z=HETHRSEEIS03-1 C17H1,0,50, [M-H]- 27.05 409.0236 0.4  329.0658,314.0441,299.0219
3-RE 56784 -HHEEEER 387.1092,372.0873,357.0629,342.0388,
53 GlcUA CyeHp501 [M-H]- 27.14 563.1401 1 370116
3-HRE 56784 -HREEER 387.1087,372.0850,357.0611,342.0361,
54 503 CooH005505 [M-H]- 27.19 467.065 0T o4 4,299.0201
55 Z=RETHRFEFEI+S03-2 C1,H.,0,50, [M-H]- 27.31 409.0239 0.9  329.0701,314.0427,299.0185
56 PURE=HFEEIR+SO3 Cy15H160,50, [M-H]- 27.6 455.0294 0.9  345.0252
57 %%réc-;iég-e,s,s =RERR CysH160450; [M-H]- 28.01 439.0337 0.9 359.0781,344.0540,329.0300,314.0073
Z7E: GIUAXBEEREREE; SO3HMER; GlcABEREE; HCOOHHMFER.
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