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INTRODUCTION DISCUSSION
Controlled extraction studies aim to obtain extensive analytical data for drug containers and medical devices, The vendor instruments used to collect data for extractables studies are typically GC with FID and MS detectors to enable semi-quantitation and compound identification by spectral matching. LC with UV and MS is used to find polar
and therefore recognize compounds and materials that may generate safety and performance concerns. It s, and GC labile compounds. Data may thus be in a variety of different file formats, which ACD/Labs specializes in handling as shown in Figure 1. Algorithms like ACD/Labs IntelliXtract and IntelliTarget can be used manually or with
however, a challenge to sift and interpret data to find extractable signals from different instruments, especially automation to automate LC non-targeted and targeted screening compounds, while ACD/IXCR can help with GC/MS, with an output exported to a database shown in Figure 2.
when using a variety of hyphenated chromatography—mass spectrometry analyses. Therefore informatics
technologies and software automation of workflows are becoming key strategic considerations for In addition to advanced tools for characterization and identification of compounds using LC/UV/MS and GC/MS data, ACD/MS Workbook Suite also facilitates knowledge-sharing through the creation of libraries of structures, spectra,
identification, elucidation, and characterization of extractables and leachables (E&L). and chromatograms, and customized reporting capabilities. An example of LC/UV/MS data handling in the processing interface Is indicated for a plastic bottle extract shown in Figure 3. Key data can be extracted to the knowledgebase
as shown for GC in Figure 2. Other types of data can be included, as indicated in Figure 4, which shows a set of polymer UV spectra including some spectral assignments. Client views are configurable.
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platform for more agile decision making. Figure 1 indicates how ACD/Spectrus provides a software platform
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FIGURE 4. UV Data (Polymer) in Knowledgebase Client Interface
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