
Thermo Freestyle Easily Sends MSMS Spectra to NIST Search

Uvinul 3000
MW 214

(UV Absorber/Light Stabilizer )



Summary of Results

➢ Pos and Neg MSMS Spectra easily sent to NIST Search in accurate mass mode for searching
➢ Ion polarity imported into NIST search via MSP file
➢ Shows precursor m/z which is very useful
➢ See typical fields shown in NIST reference spectra below



Approach for Qualitative Analyses in Thermo Orbitrap with Processing in Freestyle

➢ I really like the Orbitrap approach for qualitative analysis of compounds
➢ Very easy to use and quickly obtain useful data
➢ Acquires in Pos/Neg Mode
➢ Diode Array data
➢ Automatically determines major ions to fragment
➢ Collects the MSMS data at several different energies and stores in trap
➢ Then collects spectrum



Uvinul 3000 Works Best in Negative Ion Mode Because Phenol

Diode Array Chromatogram

Positive Ion Chromatogram

Negative Ion Chromatogram

Negative Ion 
Spectrum

M-H, m/z 213



Instrument Detects Ions and Then Automatically Decides Ones for MSMS Analyses
User Looks Through List and Picks the One of Interest to Plot Vs. Time

User Finds m/z 213 in Negative Ion Mode and Selects from List
NOTE Positive and Negative Ions in Same List!

LOTS of Ions in List!



After User Select, Ion Chromatogram for M-1 Ion at m/z 213 Plotted

Diode Array Chromatogram

Positive Ion Chromatogram

Negative Ion Chromatogram

m/z 213 Chromatogram

MSMS Spectrum for m/z 213 (accurate mass)



Diode Array Chromatogram

Positive Ion Chromatogram

Negative Ion Chromatogram

Alternating Pos and Neg Ion Current Display

Can Step Through the Chromatogram in Pos and Negative Chromatogram (“MS2 Mode”)
The Lower Dip Is Positive and the Spike is Negative, Much Stronger Signal in Negative

MSMS Spectrum for m/z 215 (accurate mass)
M+H Ion



Can Obtain Diode Array Spectrum Shown on Bottom

Diode Array Chromatogram

Positive Ion Chromatogram

Negative Ion Chromatogram

Diode Spectrum

m/z 213 Chromatogram



Export to NIST Button
MSP Format



Search Results in NIST MS Search of NIST Reference Library

Unknown MSMS Spectrum 
from Orbitrap

Best Hit 
from Search



Full MSP File Format Exported from Thermo Freestyle to NIST Search
Note:  Includes Precursor m/z Which Is Very Useful in NIST Search Program



MS Interpreter Will Interpret Fragments and Show the Mass Error, e.g. m/z 137, 0.1 ppm error! 
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