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52 LCMS-9030 B2 R & & LR AT $IThYEIEERAN, BAEEEN:

A4 HIZE 0 CBM-20A =+ e 7 . CTO-20AC
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g T{Euh :  LabSolutions Ver. 5.99; LabSolutions Insight Ver. 3.7
1.2 D&t
RIEEIE R
B & = . Shim-pack GIST C18-AQ (100 mm x 3.0 mm I.D., 3 um,
i (b8 RRBIMBMRAE, P/N:227-30722-05)
monh A8 A-0.05% FERIK +5 mM ZEREAR; B-0.05% FERZAE
AR D SpuL 5 m oo 40°C
P % : 0.3mLl/min WOE & 0 BEE/ k=11 (viv)
B A R 0 BERR, BAERBREN 3%, HEEFNRE 1T
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&1 BEXBRNEER

Bta) (min) =50y PSE RS &
1.00 xR B Conc 3
8.00 £ B Conc 85
13.00 = B Conc 85
13.01 xR B Conc 3
16.00 =28 STOP
FiE &4
BrFi&E=L  ESI+/ESI- E T ME 3.0 L/min
B O B E : 45kV(+)/-3.5kV(-) FEBS MR 10.0 L/min
# O & E © 350°C W #E K @S
2 O &8 E : 250°C MAESRE @ 400°C

H # & X © MSScan(m/z 100-1000)& DDA MS/MS (m/z 100 -1000)

B Fma i

MBS E A, A1 mLB 5% BERFEAR, O°C7}<5§E§E§ﬂ%ﬁy 30 min, 6000 rap/min By 5
min, BXEEBA®K, [WFEMA 200 UL ZREARERS, £0.22 um EETEE, BBERFIER,.
HFR51W0

ANETERIUINZEE QTOF FIEE, NKRFEFERHTEMED . BARER: HAZFIRIER LV,
X MS+DDA R EI KRB AN —2R 5 Z R BE #UIE; FA Labsolution Insight Explore ZifF, Fct2312EX
—RAEH, EE—RREEHITHERES DN, PTHIMOIEREFENRENRD, AESATRREEHITIE
FERR, #—THEREND, #MAIAREZDTENRE LD
3.1 B M R ERE

Fotfll 16 MR DB BAOE R, B— L9, #1725 MS 3%, LUK MS/MS(DDA) 3%, RIFTEE
#ge (10V. 20V, 30V. 40V, 50V, 10-50V) THIZZRFRIEE], M LabSolutions insight B#1T Z4K B

EENEIL, 16 MERRSNEO W RAEEWE T 96 KZHKRIEE, URKEMHFEXE. 2F,
—EENRRETHLEES, HRAERUNR 1R, ZRRUEESENE 1 R:

&1 16 MERRDER

No. R &R HE CAS & Theory MW Precursor lon
1 EfEAAR Ci6H1405 474-07-7 286.0841 285.0769
2 BE R CisH10N50O, 479-41-4 262.0742 263.0815
3 BESHR Ci5H1005 491-67-8 270.0528 271.0601
4 FERFEER Ci5H1004 117-02-2 254.0579 253.0506
5 FEREER Ci5H1005 481-72-1 270.0528 271.0601
6 RNEBRZ= CisH100s 491-70-3 286.0477 287.0550
7 RER CisH100s 528-48-3 286.0477 285.0405
8 FRE Ci5H100s 520-36-5 270.0528 271.0601
9 RE= CisH1007 480-16-0 302.0427 303.0499
10 LLIZ=ED CisH100s 520-18-3 286.0477 285.0405
11 AARE CisH140¢ 517-28-2 302.0790 301.0718
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12 EhERZ AR CyoHyNO,.CIH 6681-15-8 374.1159 338.1392
13 LIEEN Ci5H1004 529-44-2 318.0376 317.0303
14 5 FRTEER CioHesO3 83-72-7 174.0317 175.0390
15 K= Ci5H1205 487-52-5 272.0685 271.0612
16 HERBET CyH,CINO, 10605-02-4 387.1237 352.1543

Library Editor - £ - o X
Library: CAL p Ib
*
# [cas# A Theory MW [Formula Precursor lon Adduct lon | Collision Energy Adduct m/z ﬂ’_j
v v v v v v v v
55 |520-18-3 WEE 286.0477 | C15H1006 285.0405 -(H+) [100 -1.00728 New
56 |520-18-3 SR 286.0477 | C15H1006 285.0405 -H+) [200 -1.00728
57 |520-18-3 WEE 286.0477 | C15H1006 285.0405 -(H+) [30.0 -1.00728 B‘
58 |520-18-3 WEE 286.0477 | C15H1006 285.0405 -(H+) [40.0 -1.00728 o
50 |520-18-3 =) 286.0477 | C15H1006 285.0405 -(H+) [50.0 -1.00728 pen
60 |520-18-3 WEE 286.0477 | C15H1006 2850405 -(H+) [10.0 - 50.0 -1.00728 NP
1 |474-07-7 EfEAAR 286.0841 | C16H1405 285.0769 -(H+) [10.0 -1.00728 [}
286.0841 | C16H1405 2850760 ~H+) [200 ~1.00728 Import
3 |a7a-077 EfmAE 286.0841 | C16H1405 285.0769 -(H+) [30.0 -1.00728
4 |472-077 EfEsAR 286.0841 | C16H1405 285.0769 ~(H+) [40.0 -1.00728
5 |474-07-7 EfEHAE 286.0841 | C16H1405 2850760 -(H+) [50.0 -1.00728
6 |474-07-7 EFBAE 286.0841 | C16H1405 285.0769 -(H+) [10.0 - 50.0 -1.00728
79 |83-72-7 ERES 174.0317 | C10H603 175.0390 He 100 1.00728
80 |83-72-7 EEEE 174.0317 |C10HG03 175.0390 H+ |20.0 1.00728 *E
81 |83-72-7 EREE 174.0317 | C10HE03 175.0390 H+ |30.0 1.00728
82 |83-72-7 ERES 174.0317 |C10HG03 175.0390 H+ |40.0 1.00728|  SaveAs
83 |83-72-7 EFEE 174.0317 | C10HG03 175.0390 H |50.0 1.00728
84 83-72-7 ERES 174.0317 |C10HE03 175.0390 H+ 100 - 500 1.00728
31 [491-70-3 AERE 286.0477 | C15H1006 287.0550 He 100 1.00728
32 [491-70-3 AE=E 286.0477 | C15H1006 2870550 H+ |20.0 1.00728.
33 J491-705 = 286.0477 | C15H1006 7.0550 He 1300 100728]
#2:2660641 - P 1.00e7,
16303950 EpSEE mol
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2 BARTICEEE (EEXNESIH, FEXMESI)

3.3 —REUEE M

f5A “LabSolutions insight explore”™ A “Analyze” #EHIZEN TIC REMNREER, HET—RFUIEEFH
TRER, MAENIRERT 2 ppm NER, ENEMRSFHIERL, EIZFERFOIEEENRD. ERETR,
ZHEAROEEREES R, FEABRNMAXEEMRD, EXNSECENUERDHBLEEN 99.41%, =FhalhE
NS FAER, TEITZRFIEEH T H, —RREEHERWOE 3T, BUR2HLENERNE
4 PR

RT |m/z Response | Target Name |Target Formula |Target m/z Diff. (mDa) Diff. (ppm) lso Score
v h v h v v Y| =2 hd h
o8 7.810 | 271.06028 1311258 | E5E C15H1005 271.06010 0.18 0.664 99.41
99 7.810 | 271.06028 1311258 | A&7 EFE C15H1005 271.06010 0.18 0.664 99.41
100 | 7.810 |271.06028 1311258 | B8 C15H1005 271.06010 0.18 0.664 99.41
3 —RENEE S
1:MS(+) RT:[7.659-7.960] 1.98e4
27106032
50.00 -

%] l 27206375
000 1 | 273.96579
: | 273.06575

%_: 27206349
000l 2%
2710 2712 2714 2716 2718 2720 2722 2724 2726 2728 273.0 m/z
[C15 H10 O5+H]+ 1.00e6

E4 RURDHLER
3.4 ZRBUEEME DT
BT —RREDTHENER, MEEREEEENESER. FERERNTREMD HIT - RRIEFLR.
HERDRBSHMLENEN 96%, FEARERMAREIEYN 0%, EEGHMES, N=MABRERE—T D
T, NhZEAPEEESEMD. HIEWERME S FrR:
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un: in ..m,

[~ Ubrary Fits - Specinum: ZMSMS(+)|271,0603] CE13.0-47.0 17769
Lb.SI[CAS 3 | Compound Name n-oqmw Formula | Precursor lon | Callsion Enzrgy
v - R ¥ ¥

5 491678 WSE 2700528 |C15H1005 | 271059400 |100- 500

90 481-72-1 AEXM] | 2700528 |[C15H1005 |271.060500

3 90520365 B 2700528 |C15H1005_|271.061200
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Email: sshzyan@shimadzu.com.cn

Tel: 86(21)34193996
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