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Software Development for Batch Automatic Preliminary Identification
of High Resolution Electrospray Mass Spectrometric Data

LIANG Qian-de, MA Jing, GAO Yue
(Institute of Radiation Medicine, Academy of Military Medical Science , Beijing 100850, China)

Abstract; In order to tackle the bottleneck of heavy-workload and cumbersomeness with
preliminary identification of high resolution electrospray mass spectrometric data, a soft-
ware as Microsoft Excel Plug-in for batch automatic preliminary identification of high reso-
lution electrospray mass spectrometric data was developed, which performs automatic iden-
tification and creates report of results based on information such as location of library data
and data to be identified in an Excel document and mass accuracy, etc. designated by user.
Test showed that the software produces same result compared with handwork, but saves
manpower and greatly improves efficiency, with simple operation, high fault tolerance and
practicability.
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Microsoft WindowXP™ #: /£ & 4, Mi-
crosoft Excel™ %% {4 (2003 B 2007 R A~) , 3@
ANANH K. Waters Acquity™ i # 25 ¥ HH & 3%
A4 (UPLC), Waters SYNAPT HD MS™ [ 4
FERAT B [ o i R G CffE Y 5 55 L B ) , Wa-
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gies GmbH /A ] = ;7K : B 35 E Millipore #4f
KRG %
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Fig.1 Example of the software’s working interface
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Fig. 2 Example of identification results report sheet
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