The Robustness of Formula Determination on a Single Quadrupole GC/MS
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Introduction » The Premise for MassWorks processing: MassWorks T s _ S

calibrates both the mass position and the mass spectral peak e _ Calibrated MS . - Calbrated MS e ey
shape function, a key for achieving high mass accuracy. : : - Theoretical MS e gggn Pentene

When applied to raw mass spectral data, the raw mass

spectrum can be transformed into its calibrated version with

mass spectral peaks located at accurate mass positions.

The quadrupole GC/MS is a widely available workhorse instrument in the
modern analytical laboratory. It would be highly desirable to have accurate
mass capability on these otherwise conventional single quad GC/MS systems.
Different from other earlier work on quadrupole accurate mass measurement,
which requires either massive sampling (1) or tuning the system to higher than
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_ _ e Furthermore, the mass spectral peak shape would also be T e e
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