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industrial purposes, including tequila production. Due to their column at 0.4 mL/min, using ultra-pure water as the eluant, al 1
complexity, studies using chromatographic methods have and collecting 3 mL fractions. Fraction DP composition was R e
been limited. The Collision Cross Section (CCS) —derived confirmed with a SYNAPT™ HDMS System (Waters e
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physicochemical parameter that depends on an ion’s size and using a SELECT SERIES™ Cyclic™ IMS System (Cyclic L
structure. It has been successfully employed to distinguish Instrument, Waters Corporation) Chromatographic e aes s h0ee B eaeo "RG0 koo a000 6200 o400 | a0 | eBoo | M
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' tal CCS | CCS btained from Vv separatlor? was perff)rmed u.smg an ACQUITY™ UPLC Figure 2. Infusion of sample Ag52 in MSMS mode with low collision 1o % Retertion Time (Mins) o =
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fructans with predicted CCS values (CCSt). Our findings 21 % 180 ces otained f Maior Mi energy f°" DP4 (665 m/z) after 6 passes Figure 5. LC-MSMS (665 m/z) of sample Ag52 with CE= 4 eV. The
indicate that with the CCS, we can identify the structures of “m_’ " X mm. © were (_) ained from a_ ajor Vi o el T Hﬂ 650230 05005 Nystose standard was identified by RT, MS, MSMS, and CCS.
fructan isomers. calibration. CCSt data were obtained from possible fructan ot . 33”: k—PT e
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| S 12 additional passes (Figures 3 and 4). These figures also show Figure 3. Slicing of the first three peaks of sample Ag52 (from Figure 2)
the assignment of the possible structures based on this in MSMS mode with low collision energy for DP4 (665 m/z), and 12 new
information. The match was performed by assigning the lowest passes. Table 1. Comparison of CCS values. CCSe calculated with linear fit.
. B ATD to the lowest CCSt and propagating the trend accordingly. AgE2_DP4_NEG, TWH20_S5_SLICE2_129_CE%6_1 Tosvsuses CCSt calculated as described in the text.
S = We obtained one commercially available isomer (Nystose) and R PR Ty T e .
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L= used LC-IMS separation (Figure 5). To our surprise, the last o mn a%ﬁé N \ Conclusions
peak at 4.2 minutes c_:ontalns 3 isomers with different ADT- The 7 Jﬂ\q %_VL / \ » By infusion only, we see 6 components that can be partially
first 2 peaks _at 4.2 minutes (_W|th lower ATD) overlap with peaks w \ resolved with Ton Mobility after 6 passes.
1 and 20f Flgure 2. The third peak matches NyStose. Table 1 Wi_V[ lj w H% > By Combining LC and Ion Mob|||ty’ we can see 8 Components_
summarises our analysis of the CCSe and CCSt based on y k—PL/ . / 6 k_l?bw > One of the peaks matched the standard Nystose. LC, and MSMS
multipass infusion experiments. We are confident that we have L o - were identical, and CCS was within 1% of the predicted value.
identified Nystose based on the same retention time, MSMS cost B e | x ccsx Do / | csTasse > The increased peak capacity of LC-cIMS reveals the presence of
data (not shown) and comparable CCS value. %/ \,\ s /f "-\ a3 more isomers than would be expected from direct cIMS alone.
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