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Strategy and Method Development of New Drug Target Screening Based

on Biological Mass Spectrometry
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( Nankai University, Tianjin 300350, China )
Abstract:The identification of drug targets has always been a technical bottleneck in drug
discovery and chemical biology research. The development of accurate and high-throughput
identification methods provides great opportunities for the discovery of new therapeutic drugs.
However, there are many problems in the identification of target mass spectrometry, such as
multiple interference of miscellaneous proteins, high false positive rate and low data
reproducibility. In order to better detect drug targets, minimize the time and cost of clinical trials
and improve the success rate of new drugs, this paper develops a high-throughput screening

method based on bio-mass spectrometry with high throughput, high sensitivity and universal
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applicability. Through the pretreatment of proteomics samples, the setting of the parameters of the
first and second collision modes of bio-mass spectrometry, and the identification of drug targets
by bioinformatics calculation, it can provide a breakthrough for drug screening and provide an
important theoretical basis for the discovery and design of lead compounds.
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chromatography-tandem mass spectrometry
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Sample pickup Sample pickup volume:1ul,flow: 20ul/min
Sample loading Sample loading: 10ul,600bar
Pre-column Pre-column:2ul,600bar
Analytical column Analytical column:5ul,600bar
Auto-sampler Standard:100ul
Flow 300nl/min
Duration 00:00 3%B
Duration 05:00 8%B
Duration 70:00 18%B
Duration 28:00 28%B
Duration 12:00 90%B
Duration 5:00 90%B
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Detector Type Orbitrap
Orbitrap Resolution 120000-200000
Mass Range Normal
Use Quadrupole Isolation TRUE
Scan Rang(m/z) 300-1500
RF lens(%) 60
AGC Target Custom
Maximum Injection time(ms) 50
Maximum Injection mode custom
Data Type profile
Polarity Postive
Filter Type Intensity Threshold
Intensity Threshold 5.00E+03
Indude charge state(s) 2-7
Exclude after n times 1
Exclusion duration(s) 18
mass tolerance 10ppm
Isolation window(m/z) 1.6
Activation Type HCD
Collision Energy Mode Fixed
HCD Collision Energy(%) 30
Detector Type HCD
Ion Trap Scan Rate Rapid
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