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In this study, we attempted to build a non-target drug screening system

using LC-QTOF-MS and in silico prediction, and achieved the following.

1) To simplify data analysis of blood samples with large background noise, we developed a
two-dimensional search method that picks up only peaks that match both accurate mass and predicted
retention time. 2) Because searching through a huge database (approximately 98 million compounds)
made it difficult to narrow down candidate drugs, a drug database for forensic toxicology was
created to enable more practical searches. 3) We investigated a method for retention time prediction
and found that it is important to create prediction equations with a group of highly similar
compounds to improve accuracy.
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LC-QTOF-MS LCMS-9030
Kinetex XB-C18 (100 mm x 2.1 mm; 2.6 gy m) 40°C 0.3 mL/min
10 mM - 0.1% (A) 10 mM - 0.1%
(B), 5-95% B 0-7.5 min 95% B 7.5-10 min 5% B 10.01-15 min
Data dependent acquisition mode Collision energy: 10-60 V. m/z 100-1000
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