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LC-MS/MSAI%E &4

@HPLC (DIONEX Ultimate3000RS)

HTEF M1

JS5OTUMES: 30.1-40%
FTEEE
BEHEBOEHIZEST

H3 L : Thermo Syncronis AQ 2.1x100mm 5u
BEIFEA : 0.1% FEEKBR
% E)1EB D 1 TRNEMIL
#2 0.1%FET7Er=FJILBER

IR : 300 pl/min
FEAE c2u
HoLRE : 40°C

min init 5 10 30.0 301

%A 100 100 10 10 100

%B 0 0 90 90 0

O MS (Q exactive) 1AL E&H

ATL—BHE(KV)

JAFREER (LA) -

RN—RSAHFBE
FyESY—RE
EEHRAFRE (arb)
S-lens-level

OMSHRH F#
FI._]" MS

DEREE TILAFX v

AGC target

:3.0/2.5
1 400

: 250

1 50/20
150

(ESI-Positive/Negative)

: 70,000@m/z 200

:1e6

Maximum Injection time (ms)

Scan range

: 250

:m/z 100- m/z 800

MSZ(T—’5~'74’\>5-”>F7\=‘F*'/§{§}43)

- 17,500@m/z200
' 5

:1eb5

XESAERE MS2
Loop count
AGC target

HCD/Stepped collision

Under fill ratio
Apex trigger

: 30/50

' 5
:3-10

RIC&EHERAL:



0. Global settings

Algorithm
Description
ExperimentTarget
EzperimentType
MaxThreads
MZStart
MZStop

Name
PCAProcess
Rawfiles
ReferenceFile
RTStart

RTStop
ScanFilter

1. Alignment Parameters

AlignmentBypass
AlignmentMinintensity
CorrelationBunWidth
MaxRTShift

TileSize

2. Basic Component Parameters

BackgroundSN
BGSNSuppress
BPMinimumConut
BPMinimumScans
MZStep
PealAlgorithm
RTPeaklsolation
TargetMinimumCount
TargetMZList

3. Frame Parameters

Conditions
ControlGroup
FrameSeedFile
FramsFromMS2Scans
Injection
KMClusters
MaximunFrames
MZwidthPPM
Peakintegration
PerfectPair
RTWidth
Threshold
Trendpoints

SIEVE2 12 &2 EERBW/INSA—5—

COMPONENT

METABOLOMICS
NOMALIZED_TREND

8
80
800

According to Exp.
BYPASS_MORE_THAN_8K
(Collection)

According to Exp.

0.01
30

FTMS + p ESI Full lock ms [80.00-800.00]

True
1000

0.2
300

3
True

According to Exp.

5

10

ICIS

0.2

10000
(Collection)

According to Exp.

Faise
LC

0
10000
10
ICIS

25

According to Exp.
According to Exp.

BTEFR M-2

4. Advance Component Parameters

AdductDatabaseNEG C.ref
AdductDatabasePOS Cref
BackgroundRW 0.15
BGSNEvaluation TopSignal
ExclusionList C:ref
Groups (Collection)
H 0.2
IsotopeDatabase C:ref
Maxmin 10
MinimunScans 2
SkirtBPInty 10000
SkirtMZWidth 0.7
Smoothing NONE
Y 0.05

5. Global Identification Parameters
AssumedCharge 1
MaximumIDs 10000
MinFormulaScore 1
SearchSource DBLOOKUP

6. Accurate Mass Identification Parameters
Adduct +nH:
ChemSpiderDBs According to Exp.
DBLibraryFile C:ref
DBLookupMethod COMPMW
MZTolerance 10



HTEH M-3
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00
RT: 0.00 - 40.00
9.98 NL:
100 5.09E6
L] mfz=
224 631.3405-
90 631.3431 MS
E! 150128_STDL
85 TC4_Meta24_
3 15
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AT EH M-4

R? = 0.9984

400 600

150128_STDLTC4_Meta24_15/5090-5516 RT: 9.54-10.33 AV:71 NL:5.74E5
T: FTMS + p ESI Full lock ms [80.00-800.00]
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