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OVERVIEW METHOD RESULTS CONCLUSIONS

. Creation of a natural products library . The SCREEN-WELL® Natural Product Library of 502 compounds was purchased from Two sets of data were generated, each containing measurements from 3012 individual . A new library creation procedure has been
containing collision cross section values Enzo BioChem Inc. experiments (ESI+ and ESI-). The data were processed in UNIFI™ to generate a set of generated, to automatically incorporate
(CCS) and fragment ion information . Stock solutions of each compound were prepared at a concentration of 20 pg/mL in components each of which is uniquely defined by a combination of m/z, drift-time and retention time CCS, precursor and product

. Data acquired on an ion mobility s el retention time (Figure 1). In addition, in-silico fragmentation was performed permitting sub- ions.
enabled accurate mass instrument and structures to be assigned to high-energy ions. This yields a rich data set containing multiple Automatic extraction of library content is

. Working concentrations of 200 ng/mL and 20 ng/mL were prepared. :

adducts, their associated CCS values and product ions for each detected component.

processed using UNIFI™ considerably more efficient and accurate

o . . o
- Single standards were injected on column at 45°C (Waters ACQUITY UPLC BEH C18 The library content was extracted from the UNIFI™ analysis using a Library Generation than a manual library creation process.

. : L 5
(50 mm x 2.1 mm, 1.7 um)), and a 2.5 min generic ((acetonitrile/water) 0.1% FA) Application (Figure 2). The application averages both the CCS values for precursor ions and

gradient applied, using a Q-TOF IMS platform. additional adducts observed, the measured retention times, over six samples acquired for .

. Data extracted automatically from

UNIFI™ using a Library Generation A natural products library has been

Application c - - - produced with library entries for 399
. HDMS" data from triplicate injections were acquired in both ESI+ and ESI- modes. each standard. Additionally, the application obtains the product ions from each sample compounds in positive ion and 299

. HDMS® experiments enabled precursor and product ion data to be collected auto-mal.'ically anle order§ them in descending inten.sity. An .outpujc file generat.ed bY the compounds in negative ion. In combination

INTRODUCTION simultaneously. application contains metrics on the extracted data which permits review by exception (Figure the library has entries for 456 compounds.

3). The library generation workflow is illustrated in Figure 4.
Libraries derived from mass spectral data
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are Used dCross a Wlde Fa nge Of appllcahon o _ ) o ) i ] 2] Library Generator 4-Aminosalicylic Acid C7H7NO3 4-Aminosalicylic Acid.mol -H 124.75 0.11 0.79 079 079 (1] 1550 6  108.0435
. Component name * -+  Identification status |? Observed m/z | Mass error (mDa} | Mass error (ppm) | Observed RT (min) | Adducts Observed CC5 (A%) | Detector counts Response | Total Fragments Found | ] Hast: mm5956.cn:rrp.waters.cnm:SClDBﬁI- BasePath:  funififvl ODataMetadata: a‘erhenbeutanoicAcid C10H1202 a‘erhenbeutanoicAcid.mol H 140.66 0.26 1.29 1.29 1.3 0 104 5
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that are releva nt tO the area Of Inte rESt, E ] 'g'des Retention Tirl:rlE: 1.46 : Retention Tirl:rle: 117 :I Retention Tif‘ne:l.ﬁl : E| Erythromycin Ethylsuccinate C43H75NO16 Erythromycin Ethylsuccinate.maol -H 295.15 0.04 1.19 1.19 1.19 0 335 3 626.3546  684.3964 57
th b d . th b f f | 2 20000 3 37118595 41050763 584.27967 No. of values: 6 No. of values: 6 No. of values: 6 Flumethasone C22H28F205 Flumethasone.mol +HCOO  192.59 0.21 123 122 123 0 39586 6 379.1726  325.1245 32
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