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Table 3-1 Analytical condition of nontarget analysis by LC-QToFMS.

Instrument: LC-QToFMS (X500R, Sciex)

Mobile phase: A) Water 0.1% formic acid, B) Acetonitrile containing 0.1% formic acid
Gradient: hold at 5% B for 1 min, 5% to 99% B in 9 min, hold for 0.5 min

Flow rate: 0.3 ml/min

Column: Ascentis Express C18,, 100 mm x 2.1 mm, 2.7 ym (Phenomenex)

Column temperature: 40°C

MS setting: 50-800, SWATH mode, positive, negative mode

Used library: NIST20, Massbank of North America, Human metabolome database,
RIKEN database
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