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Liquid Chromatography (LC): Thermo Scientific™

Flex™

Vanquish

UHPLC Aaauu: Hypersil GOLD, 1.9 pum 100 x 2.1 mm

Mass Spectrometry (MS):

e Targeted Quantitation: &MSUNITIEIUNITILATIZYLE S
Y3 azldiA3es MS §u Thermo Scientific™ TSQ
Plus™, Triple quadrupole MS 38 Thermo Scientific™

Orbitrap Exploris™, Q-Orbitrap MS

e Untargeted Screening: &wmsunisnsranansasuuulal
zasriinansazldianes MS gu Thermo  Scientific™

Orbitrap Exploris™, Q-Orbitrap MS
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LC Condition

Column temperature 50 °C
Flow rate 0.3 ml/min
Injection volume 5 pL

Mobile phase A: 0.1% formic acid in water

B: 0.1% formic acid in ace-

tonitrile

MS condition
Untargeted
Targeted quantitation
screening
Instrument Triple Quadrupole Q-Orbitrap MS Q-Orbitrap MS
MS
Ion source type H-ESI H-ESI H-ESI
Spray voltage 4800 V 4800 V 4800 V
Polarity Positive Positive Positive & Nega-
tive
Data acquisition Selected reaction Full MS Scan Full/ddms2

mode monitoring (SRM) + Product ion

scan (PI)
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Targeted quantitation Untargeted screening

RT m/z RT m/z

Target peak 4.61 268 > 147 4.56 268.1808
Confirming 4.61 268 > 122 4.56 268.1808
peak 1 > 147.0917
Confirming - - 4.56 268.1808
peak 2 > 122.0964

Sample preparation Liquid chromatograph
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Durian sample
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Thermo Scientific™

Solvent extraction Vanquish Flex™ UHPLC

-5

&

= —
Sample cleanup & Filtration w?’u-""'
[ Hypersil GOLD, 1.9 pm
. 100 x 2.1 mm

Transfer to HPLC vial
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Mass spectrometer
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Data analysis

Targeted quantitation
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TraceFinder Software

Thermo Scientific™
TSQ Plus™, Triple quadrupole MS

Or
&
|

Thermo Scientific™

TSQ Plus™, Triple quadrupole MS
Untargeted screening

I ' Compound Dlscoverer Software
Thermo Scientific™ A

TSQ Plus™, Triple quadrupole MS - i,
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