~J =B
IJ.I?' ==
SHIMADZU

Excellence in Science

SSL-CA25-099

LCMS-9050 RZEF & P pk 25 PRV IEE 7

%) =

LCMS-QTOF-109

HE . AXFASEBEIRA S - IR STRERBRIEY, &6 (RRRKRYER QTOF RIZE) 1 (x
ESWMRE QTOF HERE) BT —M PP IRERMMRREFERNSE, X PR FERPIIEERM
MEHITEED T WEPRAFERATTIRARMMERE, ERER, AZHERPHBEL 2 ADERINARE,
HORWRSHRELEES. ERMEVRE—SHIE, REIVE—, %5 ETHRET PR IEERM

MENEERE, ERERTE,

KHEIE . AR CITREBRBREIRMY PRZ IEERM

BARK R

< M AE®IL QTOF REE#HITHERE, JXLIMPRAPIEERMIENEREM,
% Insight Discovery B & Screening I (MSn)Library Iheg, o] —IM—RKMN_RERBNGFHE, RAFERE,

hZ5 — LR R EREREBRITH,
Biexg, RANERK, B, NEADFEPKES
hIEERMEEMR, BEETEAERPHEHN
AR, XABTHEALRRNER, EELET
BEEBHNADRE, BETENNER. B3, &
Mo M, EPRAPIEEFMEEDR, FABN
BRREEXR, RREZEBRBITEBINPE, £
ERINT XEER D FEETRR R T EUREE,
mERM D HERERENESR, YARER
MRAREE TR .

HECH A MR 78130 75 AN E 1S
MWiRER R, BESHIB A m. RUEARBESE

W LR ES

Bk, SRREEIZE. REEE - RIEKAE,
BYHFMmIZRE, EERMELTHEMRPL D
EERNMUFARTABETERES, KEEX
1EEE. B2, KEZEBEMAGFEE, —2WEIE%E
AINIEM, RERUIGEEBS, —2UBRNUA
ENZHS . SINWER N ZERIR
AXF B BiE LCMS-9050 8= RURE &% ik
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1.1 1% 38
ASLEER 5iE LCMS-9050 MUiRIT ¥ T R RN RS, EREERN:
RS4RI . CBM-40lite :
W & & : LC-40DXSx2
B - SIL-40C XS

Bi% T/EUL : LabSolutions Ver. 5.128 SP1
1.2 D

RIEEIEEG

B g o

Bt = M : DGU-403
H & % : CT0-40S
R B L : LCMS-9050

HIELIBIHE :  Insight Ver. 4.2 SP1

Shim-pack Scepter C18-120 (100 mm x 2.1 mm 1.D., 1.9 um,

5% (E£8) LRHMERAT, P/N: 227-31012-05)
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A:0.01% BBE +1mM MW BRRKIBR; B: OB
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BOEMKR R . Tl = m o 30°C
i = : 0.3mL/min ot &/ BEE/K=1:11 (viv)

OB D RN - BEME, BREREBIKREN 2%, NEREFNR AR,
=1 BERBNEER

BY1E (min) BT B S il

1.00 R B Conc. 2

21.00 R B Conc. 95

26.00 5 B Conc. 95

26.01 R B Conc. 2

30.00 =28 Stop
FRig &4
BT HERX : ESI EMSRE : 3.0L/min
B O B K : +4kv/-3kV BAERE : 10.0L/min
¥ O &8 E : 300C Mm#EEARIZE © 10.0L/min
DL & [E : 250C A # & X : MS'SCAN (m/z 100-1500)
MBBESRBEE : 400°C MS? DDA (m/z 50-1500)

1.3 IERBRIVEH

DR ERBEULCMBEREEFNS SBRINVERBREE, A 70% PEKARBE, BEHK 10 ug/mLiEE
FOETI/ER, IGFRIE.
1.4 HRETGE

AR 05g, BMEWRE, EF 1I5mLBOETP, A 70% BEEKA®K 2 mL, #75 30 min, 12000 r/min
SEREC 3min, i 0.22um EE, #NE.

HER5WE
2.1 tFmeiEE

1:BPC(+) 9.63e5
100.00
%_
0.00 - /T T T T T T T T T T T T T T T T T T T T T T T T
0 2 4 6 8 10 12 14 16 18 20 22 24 26 28
RT (min)
2:BPC(-) 9.94e5
100.00
%_
(OO e e e o e L o B e o L o o o e LA A e e
0 2 4 6 8 10 12 14 16 18 20 22 24 26 28
RT (min)

&1 #amBPC &R (L£: ERKX, T: AER)
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2.2 HEmitERE
5 Insight Discovery fTHFRENHIE, KESENROSH, SA—RFEEIIFR. ZREIEE, QDT
HITEZHEAR, EAERBNGE.,

SA—RIFEIIE

221 BAHEE, RERDSH
Insight Discovery BRIAFTFHEAL IR, BT LT B4R, THEURE, £ “Settings” IUTF, “Analyze”
MEREAENRS S, ME 2 k.

2] Processing Settings O X

e |Screening (MSn)Library Formula Predictor Spectrum Batch

Min Peak Height: a

Response: Medium ~

Advanced

User Defined Response: 100000
[] Advanced Settings X

Analyze
Signal to Noise Threshold:

Settings . . .

Peak Intensity Threshold:
Q Min Consecutive Centroids above Threshold: I:l
lon Group m/z Tolerance: I:l
lon Group m/z Tolerance (Saturation): I:l
Min lon Group FWHM: min
Max lon Group FWHM:
Saturation Threshold:
Max Centroids to Miss: I:l

Min Points in lon Group:

+
Fd

€\ Reset Adducts @ o €  Cancel

2 Insight Discovery RFR D SIS ERE
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222 8 A—RHEEIIF
f£ “Settings” In'F, & 3 FA7R,

LCMS-QTOF-109

“Screening” BT H—KFHEIIFR, HFREFRESEH.

(2] Processing Settings

Analyze

Screening File

[D\SER\TORLRERISMEQ TOFEEE- k5 (CHE RIS MBS B IR S Alsx

Reimport Close File View File...
Screening Filtering

Results Include

[ valid Hits

[ Rejected Hits

B4 Unknowns

Optional

[ Undetected Screening ltems

Default m/z Tol (ppm): |5
Min m/z Tol (mDa): D

Default RT Tol (min): 0.5

(MSn)Library Formula Predictor Spectrum Batch

[m] X

(=]

o Cancel

OK

&3

223 | ANTRRIERE
f£ “Settings” IN'F, & 4 FA7R,

—RHEESHIRERE

“ (MSn) Library” &ERM_FRIERE, FREEEERSH.

[ZJ Processing Settings [m] x
Analyze Screening| (M ||Formula Predictor Spectrum Batch
Algorithm: [Insight v
Library File Name: Min, Sl: m/z Tol: Max Hits: |5 ‘
D:\ﬂﬁﬁ\TOF\MWﬁCl - ED 001 | [] Exclude compounds of same CAS#
[ [0 ] [oor ] [ Search with same Precursor lon
i ‘ ‘20 ‘ [0.01 | [ Search with same Collision Energy
| ‘ . ‘20 J ID.O1 ‘ [ Specify a Range of Collision Energy
[ [l=10 ] [oor ] 0 - [180
[ Use the Relative Threshold of Intensity
Adyanced Settings Threshold: L]
Ignore Isotopes of Precursor lon
Exclude Range: -2 -5
[ Reverse Search
[ Scan with same Polarity
[ Specify a Range of Retention Time
+/- |05 min
£ Reset ¥ Adducts Q@ ox O Cancel

E 4

TRREEEESHRERA
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2.2.4 EfibimBA

f£ “Settings” I, “Formula Predictor” W& IRED FRFUNESE, “Batch” {R&E0EZFEHFEHITH
e, WH#T—%. _RHES, MES. B 6 Ffx.

[1] Processing Settings [2] Processing Settings

Analyze Screening (MSn)Library|

Spectrum Batch Analyze Screening (MSn)Library Formula Predictor Spectrum

Apply P i
Error Margin: pply Processing
] Compound Screening
s T [eem v
Advanced

x DI atio: -

O Spectrum
Electron lons:

Spect Peak
Both configurations v  Elements i i

[ Apply Nitrogen Rule

E5 oFAMUSHLERE Ee6 MABSTRINEERA

23MERERERER

R Calculate” , BRI XY PRI EUR# TIEIREN . —RIFE . _RIEFERRMD FRAFN . HELERNE 7 iR,
“Results” RERRTIERE., —RFHE. ZRRIEELREM>FRAMNER, BERGTHL. RENE. —&
FEINRTENCEMER. 927X, BELEEZ. ZREREELENEENER. 2RI FIAMUERSE.
“Chromatogram” FRE A “Results” JIRIZPHERETLLHIRIE FREIEE , “Library Hits” ZHUEM LK
FRIEELEER, #RRBUELSE, #H (iR XER QTOF RigREY f CEESMIIRE QTOF BIEE) |
SZ PR AERFT T — RN RRIEERFE, RFEEHRHIBERINMER, 250K EHABEREEFINET S,
¥R AT Eb /9 401.1959 #0 296.0240,

[J Formula Predictor

_’f] Discovery (Admin) - (4#84h2-20250213.idb) - (insight discovery result-qsp-20250213-2 samples.idp)

- X
Shortcuts [~ Batch
File Data Filename Vial | Tray | Inj Vol | Data Comment A
View Y b 4 v b 4 v
. % 11 [SAMPLE 1UL ESI Pos DDA-20240722-20250210. 49 2 1.0000 v
Edit —
a @) 7 | Lib. 51 | Predicted Formula | A
5
= 1170 [401.19530 [11.160 | 173295 1+ | 1SS |(C23H2806+H]+ |401.19587 | 1421 |- ND [C23 H28 06+H]+ | v
<0 < >
Calculate S8 Cliommatoran

5 ) 1 MS' 2 ENE Fh @i E f\

@)
<)

| = Library Hits - D3 50 SAMPLE_1UL_ESI Pos DDA-20240722-20250210_008.lcd - 2:MSMS(+)[401.1950] CE:18.0-52.0 RT:[12.519-13.132]

* Lib. SI | CAS # Synonym | Theory MW F_c:rmula A l 2MSMS(+){401.19501 CE:180-520RT{12519-13.132]
| ] ! 14707990
g EE Bg PAN A hd Al .)7107995
M = Fistnisone 2... 400.188600 | C23H2806 ot ] 7&/*“ MS/

a2 I 86 125-10-0 | Bt B Prednisone 2] -400.188600 | C23H2806
as

23712678
22210333

27715790
29516868
30515284

76(125-10-0 | B/SKAMBEE  |Prednisone 2.. |  400.188589 |C23H2806 v [| 2064 e
< 2 ]

38318415

N \ T1908530°) 29214530
y)
] EEE’\JZE*’Q _tI ) 5066 12106460 | 3z;;ém;oc L
\ﬁ 3
N oo | M BE MSIME s o
147.08040 ©)
T T T T r T
z 50 100 150 200 250 300 350w
BT (+) CE300 RTO324 100¢7
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2.4 trEmifIA
AR EmE—SWIE, WE 8 Pk, REMEEREMNKE S RIMERBRIRERE S5 RT=12.7 min
MRT=14.9 min, ZPHRAEFEARFABFEIGERENBSiIER—H, HTEERTE,

100.00-
B — VA O 353375 ‘317_ .
: NEMBAREIEE / AN
%
] A/XX%§@§
000 e e e e e e e e e
0 2 4 6 8 0 12 14 16 18 20 22 24 26 28
RT (min)
100.00
RSLE & NS
| PREHFERE v BB
% [}jﬂﬁ%ﬁ
0.00 - T T T T T T T e T
0 2 4 6 8 10 12 14 16 18 20 22 24 26 28
RT (min)

B8 #RAEmIREEYEHIA
W4
AXH A BE LCMS-9050 BB MR E &5 WUIRAT $ T B RIEKAMN, &5 8 mt QTOF Rk E
Insight Discovery ¥R IBE M, B T PRAPINEFNMMENHTREL E. WEPHGHERHRTHE, HFEE
2 MIABERMIER, FERIRENEE—FRIE, FRRA, BRI UREME ST P LE PIRERNY
ERMNEMRE, SRERTE, JEEXARSE,

SENAT

52eWER (PE) FRAE -2 PO

Shimadzu (China) Co., LTD. - Analytical Applications Center

Email: dr_jin@shimadzu.com.cn Tel:86(21)34193983 http://www.shimadzu.com.cn





