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»The procedures of creating accurate mass library with single »Data Acquisition: All data were acquired In an Agilent 5973N while the bottom row is for original integer mass spectra in the NIST are shown in Fig 5. Although this compound was found in the both

GC(6890)/MS system in a raw (profile) scanning mode and followed library. In each row, the left is spectral list window, listing all candidates libraries, the spectra matched the best with the spectra in the accurate

by NIST MS Database Search and elemental composition from a given search; the middle is spectra window, displaying the mass library to achieve the top hit with the best match values and

determination by MassWorks. A total of 122 SVOC compounds were spectra highlighted in the left; and the right Is information window, probabllities. In addition, high mass and spectral accuracy for

editing/saving the spectra into an accurate mass library. iInvestigated. About 0.1 mg of each compound were injected and Indicating name, exact mass, elemental composition, etc. of a selected molecular ions (inserts of Fig 5) and high mass accuracy for all
separated by GC/MS according to EPA methods. At the end of run, compound. The purpose to edit the spectra is to establish a complete fragments provide valuable further confirmation.

»High confident NIST library search is demonstrated with high PFTBA spectra were acquired for 20 seconds to built calibration by record for the spectra to be included in the accurate mass library

guadrupole GC/MS data are described, including exporting
accurate mass spectra from MassWorks to NIST MS Search and

mass accuracy library search. MassWorks._ The_ system can hold the calibration for days if not weeks database. This can be don_e by_copying available info_rmation c_)f the e —
before recalibration same compound already existed in the library marked with a box in red LLEERES.
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resolution GC/MS enabled by unique instrument line shape Furthermore, the mass spectral peak shape would also be and included in the record of accurate mass spectra by clicking a few s g e R

calibration technology has enhanced confidence of unknown transtormed in the same process to a mathematically definable clicks. | 3h CmRISmea |l e

identification through NIST library search, additional confirmation is function, a key for achieving high spectral accuracy and CLIPS As all the edits are done, the accurate mass spectra now have a Bl Gl et T ST % o e e ‘

always desirable and often is required in the rapid identification of formula ID. complete record including name, formula, structure, and etc. as shown e |

releases of hazardous or toxic chemicals, or forensic materials. In »NIST MS Database Search: Through MassWorks software, the In Fig 4 and can be saved into an accurate mass library for search. e e -

this paper, we will report a new approach to building high mass profile spectra were automatically converted into centriod spectra for A successful creation of accurate mass library allows high mass i:ﬁ;:{;:zmza8::332:2:2::m::ﬁ::3::-123:2:&:3:&:113355: M A

NIST MS Database Search. accuracy GC/MS spectra achieved through MassWorks to be searched
- - for high confident compound identification. Here is a quick example. In _
Results and Discussion current search, both NIST main library and newly created accurate Fig 4. New Accurate Mass Spectra

mass library were used for search. Search results for the test spectra with a Complete Record
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accuracy library with GC/MS quadrupole systems to further
Improve the performance of compound identification.
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