Metabolomic profiling of smoke-exposed red wine by LC-HRMS/MS
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US wine industry is facing more LC-HRMS/MS and the latest generation of bioinformatics tools to discriminate smoke-related compounds Tentative identification of volatile phenol glycosides
smoke exposure issues due to the present in wines from 2020 wildfire and control wines (N=14 for control wine; N=26 smoke exposed wine). Smoke -
increasing incidence of wildfires. 3 Untargeted high-performance liquid chromatography (HPLC) combined with high resolution accurate LC—-MS/MS was e e e o
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intensifying smoke exposure issues d Gradient elution was performed using solvent A, water containing 0.1% v/v formic acid, and solvent B, methanol E-:—guaialcoyl_glso 114 158604
In wine. containing 0.1% v/v formic acid. Dxy-H-H-Cresol 40 2.57E-03
H-P-Guaiacol 4.1 4.56E-03
1 Mass spectrometer settings: spray voltage 4500 V; source temperature 550°C and a period cycle time of 950 ms was H-4-Methylsyringol 13.44.07E-02
used. Full scan with ion accumulation of 150 ms, followed by a dynamic MS/MS; collision energy 35 V with collision H-Hexose, P Pentose, Dxy- Deoxy
During 3 wildfire, smoke energy spread (CES) of 15 V ramped through each MS/MS scan using a range of m/z 100-1200. Fig. 4. Heatmap. Tentative volatile phenol
constituents such as volatile d For tentative annotations of volatile phenol glycosides, raw data processing was performed using Progenesis Q™ glycosides annotations. Assignations were based
’ software (NonLinear Dynamics) and entailed peak picking, alignment and searching of multiple databases to assist in on exact mass, isotopic pattern and MS/MS
phgnols, can permeate the grape compound annotations. spectral data. According to the t-test (Table 1). All
cuticle and bind to sugars ] Putative annotations are based on exact mass, isotopic pattern and MS/MS spectral data2. assigned phenol glycosides were significantly
molecules, creating volatile phenol higher in smoked wine.
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Although GC-MS techniques offer a Volcano plot = features (containing structural and elemental composition) only present in smoke-
powerful tool to analyze the = exposed wine in addition to diverse volatile phenol glycosides.
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