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Instrument   GCMS-QP2010 (Shimadzu, Germany) 

Column   DB-5MS (0.25 mm × 30 m, 0.25 µm) 

GC parameter

  Column oven temperature: 100 ℃
  Injection temperature: 300 ℃
  Injection mode: Split
  Pressure: 72.9 Kpa
  Column flow: 1.00 mL/min 
  Gradient: start with 100 ℃ (2 min)
          increase the temp. to 180 ℃ with the rate of 5 ℃/min
          increase the temp. to 300 ℃ with the rate of 5 ℃/min 
and hold 5 min

MS parameter

  Injection volume: 1 µL                    
Ion source temperature: 200 ℃  
Interface temperature: 300 ℃ 
Ionization mode: 70 eV

  Mass range: 30 – 600 m/z 
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Instrument   ACQUITY HPLC (Waters, USA) 

Mass spectrometry   micrO-TOF QII (Bruker, Germany) 

Column
  ACQUITY HPLC BEH C18 
  (2.1 mm × 100 mm, 1.7 µm, 50 ℃) 

Flow rate   0.35 mL/min 

LC parameter

  Solvent : (A) Water + 0.1% formic acid
           (B) Acetonitrile 
  Gradient : started with 98% A to 100% B (in 26 min)
            100% B (25~30 min) 

MS parameter

  Injection volume: 5 µL            Nebulizer: 1.2 bar
  Dry gas: 8.0 L/min                Dry temp.: 200 ℃ 
  Transfer time: 100 µs              Pre puls storage: 5 µs
  Mass range: 30 – 1500 m/z 
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