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Examples of M-RT and MS/MS Search
1. An example of using M-RT to do single mode search.
1). For the M-RT single mode search, the user enters a precursor mass (359.0730) and retention
time (425.28 seconds), together with their mass tolerance (5 ppm) and RT tolerance (15 seconds)
(see Figure 1). A calibration file with 22 calibration standards also needs to be uploaded. The
template of the calibration file can be downloaded under the Introduction on the side bar. The
user needs to download it and change the retention time according to the calibration file
performed with the metabolite feature. After filling out the retention time, click the “Submit
Query” to start the M-RT single mode search.

Figure 1. Single mode search parameter
2). The search result is shown in Figure 2.

Figure 2. Single search result.
2. An example of using M-RT to do batch mode search.
1). For the M-RT batch mode search, the user enters a mass tolerance (5 ppm) and RT tolerance
(15 seconds) (see Figure 1). The user also needs to upload a sample file and a calibration file.
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The template of the sample file and calibration file are attached. For the calibration file, the user
needs to download it and change the retention time according to the calibration file. After it’s all
done, click the “Submit Query” to start the M-RT single mode search.

Figure 3. Batch mode search parameters.
2). The search result is shown in Figure 4.

Figure 4. Batch mode search result.
3). At the end of the search result table, there is an “Export as CSV” button (Figure 5). By
clicking this button, the user can export the search results into a CSV table shown in Figure 6

Figure 5. “Export as CSV” button.
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Figure 6. Exported CSV search result.
3. An example of performing M-RT and MS/MS search.
1). For the MS/MS search, the user inputs a precursor mass (581.1214) and select the ion type as
[M+H]. Also, a MS/MS list needs to be uploaded. The MS/MS tolerance is defined at a default
of 0.005 Da. The match precursor ion and match retention time functions are all turned off,
which means the MS/MS search is based on the match of MS/MS fragments with the MS/MS
standards. After all the parameters are set, click “Submit Query” to start the MS/MS search.
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Figure 7. MS/MS search parameters.
2). The MS/MS search result is shown in Figure 8.

Figure 8. MS/MS search result.

