
  



LC-HRMS analysis 
 

Instrumentation:  Hybrid quadrupole-orbitrap, Thermo Scientific Q-exactive Plus, 

    equipped with a Vanquish UHPLC system. 

Column: Kinetex C18 (150  2.1 mm, 2.6 μm dp) + C18 RP-Security Guard™ 

(Phenomenex). 

Mobile Phase   Phase A: 0.1% formic acid in water UHPLC grade. 

                                               Phase B: 0.1% formic acid in methanol UHPLC grade. 

Analysis mode:   Gradient of concentration. 

 

 

 

 

 

Flow rate:   0.250 mL/min 

Column temperature:  40 °C 

Sample temperature:  15 °C 

Injected volume:  10 µL 

 

The operating conditions of the HESI were as follows:  

 

Parameter Value 

sheath gas flow rate (N2) 45 Auxiliary Units 

auxiliary gas flow rate 10 Auxiliary Units 

sweep gas flow rate 0 Auxiliary Units 

spray voltage 3.50 kV 

capillary temperature 300 °C 

auxiliary gas heater temperature 280 °C 

 

Data were acquired in positive full scan e parallel reaction monitoring (PRM) modes: 

 

 

 

 

 

 

Time (min) % B 

0,00 20 

8,00 90 

11,50 90 

12,00 20 

17,00 20 

Full scan Value 

Microscan 1 

Resolution 70,000 

AGC target 3e6 



PRM (MS2) Value 

Microscan 1 

Resolution 35,000 

AGC target 1e5 

Maximum IT 120 ms 

Loop count 1 

MSX count 1 

Isolation wind. 2.0 m/z 

Isolation offset 0.5 m/z 

NCE 30, 60, 90 

 

 

LC-HRMS chromatogram and MS2 spectrum of MDA derivatized with DCHD 
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NL: 1.61E9

m/z= 316.18914-316.19230 F: 
FTMS + p ESI SIM msx ms 
[315.6907-316.6907, 
299.6958-300.6958, 
399.7846-400.7846]  MS 
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