Data Processing Using Thermo Freestyle Software with NIST MSMS Search for Compound Identifications

(Alternative Less Efficient Approaches)
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In My Opinion, Preferred Way of Processing Data
(shared with me by colleague)

» However, several other ways for processing data in Freestyle
» Some might think simpler, but after initially saving the layout in the “preferred
approach,” really no advantage in my opinion to these simpler approaches



Windows Arrow Key Approach Using Total lon Chromatogram, NOT Parsed into Separate Ones
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Then just “walk” through the
peak using the left and right
arrows on keyboard
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peak is being displayed T e

~Spectrum 1 3078 - orbi_Uvinul3000 - C1T1

orbi_Uvinul3000 #3078 RT: 9.96 AV: 1 NL: 4.24E8
T: FTMS - ¢ ESI d Full ms2 213.0554@hcd45.00 [47.9733-239.8665]

The MS2 spectrum of interest 107 213 0555
can be sent to NIST MS search "
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6 Opened the C\Users\James Little\D drive\u8:

Isotop: HEIemer”Peak D”MSH B ||Detec1| Scan F

Filter Parameters
Raw File Name : orbi_Uvinul3000

Time range (min} [ Track

FTMS + ¢ ESI d Full ms2 371.3158@hcd45.0C ©
FTMS + c ESI d Full ms2 376.2595 @hcd45.00
FTMS + ¢ ESI d Full ms2 377.3264@hcd45.00
FTMS + c ESI d Full ms2 386.2538@hcd45.00
FTMS + c ESI d Full ms2 380.2552 @hcd45.00
FTMS + c ESI d Full ms2 381.2848@hcd45.00
FTMS + c ESI d Full ms2 382.3135@hcd45.00
FTMS + c ESI d Full ms2 383.2575@hcd45.00
FTMS + ¢ ESI d Full ms2 384.3295 @hcd45.00
FTMS + c ESI d Full ms2 389.2505 @hcd45.00
FTMS + c ESI d Full ms2 414.3582 @hcd45.00
FTMS + c ESI d Full ms2 420.3322 @hcd45.00
FTMS + ¢ ESI d Full ms2 4243534 @hcd45.00
FTMS + c ESI d Full ms2 425.10271 @hcd45.00
FTMS + ¢ ESI d Full ms2 425.3048 @hcd45.00
FTMS + ¢ ESId Full ms2 4271176 @hcd45.00
FTMS + c ESI d Full ms2 432.2805 @hcd45.00
FTMS + c ESI d Full ms2 437.1536@hcd45.00
FTMS + ¢ ESI d Full ms2 4383788 @hcd45.00
FTMS + ¢ ESId Full ms2 447.0840@hcd45.00
FTMS + ¢ ESI d Full ms2 449.0598 @hcd45.00
FTMS + ¢ ESI d Full ms2 453.1734@hcd45.00
FTMS + c ESI d Full ms2 466.3898 @hcd45.00
FTMS + ¢ ESI d Full ms2 473.2847 @hcd45.00
FTMS + c ESI d Full ms2 476.3064@hcd45.00
FTMS + ¢ ESI d Full ms2 482 4052 @hcd45.00
FTMS + c ESI d Full ms2 483.3450@hcd45.00
FTMS + ¢ ESI d Full ms2 5124155 @hcd45.00
FTMS + c ESI d Full ms2 520.3325 @hcd45.00
FTMS + c ESI d Full ms2 556.4418@hcd45.00
FTMS + c ESI d Full ms2 570.4573 @hcd45.00
FTMS + ¢ ESI o Full ms2 600.4883 @hed435.0C
FTMS + ¢ ESI o Full ms2 608.3858 @hed435.0C
FTMS + ¢ ESI o Full ms2 6144828 @hed43.0C
FTMS + ¢ ESI o Full ms2 528.1243 @hcd435.0C
FTMS + ¢ ESId Full ms2 639.1857 @hcd435.0C
FTRMS + ¢ ESI o Full ms2 544.4245@hed435.00
FTMS + ¢ ESI o Full ms2 654.33714@hcd45.00
FTMS + ¢ ESI o Full ms2 658.5098 @hed435.0C
FTMS + ¢ ESId Full ms2 639.1310@hcd45.0C
FTMS + ¢ ESI o Full ms2 663.4523 @hcd435.0C
FTMS + ¢ ESId Full ms2 702.2127 @hcd435.0C
FTMS + ¢ ESId Full ms2 702.5370@hcd45.0C
FTMS + ¢ ESI o Full ms2 771.6456@hcd435.0C
FTMS + ¢ ESId Full ms2 776.2327 @hcd435.0C
FTMS + ¢ ESId Full ms2 902.3248 @hcd435.0C
FTMS - p ESI Full ms [140.0000-1400.0000]
FTMS + p ESI Full ms [140.0000-1400.0000]
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3) If you want to get another trace, Sean Fiters
for example, the PDA, click on Insert
trace
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