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ARBBETERHERE. BRHRA, THARA, T
B, BN, d208%, ETTEST, &

RISk IEF %

FEEARENARER 0.5 gt fm3ty, HBIINFEE, FEDMSO 1:1,
K, 5ml, #BHE30min, SEE(12000g, B EFEHFEST
Bl g

#%4H: ExionLC™ AD

BIEAE: Waters HSS T3 column(150 x 2.1mm, 3pm)

RENHE . AfHwater(&2 mM NH,FA+0.05%FA);
B4H CH,CN:CH,0H 1:1
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EESHRE—ATH:

Method duratior £l < min Total scan time: 0.812 sec

Estimated cycles: 2587

* Source and Gas Parameters

on source gas 1 ) HE Curtain gas s 3 Temperature 0 =<
lon surce gas 2 50 <l esi CAD gas 7

|+ Experiment [ioa v
Polarity Postive ¥ Spray voltage 5500 v

TOF Ms
TOF start mass 100 <o Declustering potential 0 v Collision energy 10 B
TOF stop mass 1000 Joa 0P spread ° v CE spread o v
Accumulation time 015 Sl sec

IDA Criteria | Smail molecule

Maximum candidate ions | 10

Intensity threshold exceeds | 100 H Exclude former candidate ions

» Advanced Criteria

TOF MSMS
Pre

80 B o %0 v Collision ener o3 v
EY oa v <pre: v
1000 oa 006

Time ( min ) A% B%
0.0 97 3
2.0 97 3
24.0 20 80
26.0 2 98
30.0 2 98
30.1 97 3
35 97 3

TR 0.3mL/min; 1EE: 40°C;

<

HHEE: 1L

BEiZx#%:
JRIE{Y: SCIEX X500R QTOF
A#7: TOF -IDA-MS/MS
BTFE: ESUE
CDSEIMRIEFR G
BTRSE
IS: 5500 V/-4500 V
GaS1: 60 psi

CUR: 35 psi
GaS2: 60 psi

TEM: 550 °C CAD: 7
CE: 40V DP: 80V
CES: 20V
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Single injection acquisition
MS and MS/MS data

1

Non-targeted data acquisition
Generic MS setup

Data Dependent |
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Fragment Matching | RS |
Mass tolerance: 0.010
Minimum Intensity: 0.0e0
Adjust precursor m/z using residual parent

Fragment M/Z Meutral Loss M/Z -
195.0306 162.0536 B
165.0528 146.0587
211.0224 303.0853 |
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Miass Defect Rangels) E

specify a chemical composition. In the latter
of the compaund is used.

Specify the mass defect or defe
case the mass

Da.

fy & mass range to which the defect range applies. (Leave this

Use mass, not miz (when charge state can be determined)

Defect (mDa) Defect Start Mass Stop Mass -
or Formula Telerance (mDa) (D3) (D2) @
C28H34015 40 500.0 7000
TIC from 2_1_2 wiff (sample 1) - 2_1, Experiment 1, +TOF M5 (100 - 1000), Mass Defect Filtered
2566 14223
2.0e6
g
. -%‘ 1.5e6 ‘I3.5‘I-iI
E 106 12370
5.0e5 16.578
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