
 Sideritis herba (Ironwort) 

Aerial parts of 4 species (S. scardica, S. clandestina, 
S. raeseri, S. syriaca).

 Traditional use (HMPC*)

Relieve coughs (colds) & mild GI discomfort
(infusions/decoctions).

 Knowledge Gap 

Despite many studies, phytochemistry is incomplete 

Need for untargeted metabolomics 
+ dereplication to expolore chemical diversity.

*HMPC = Committee on Herbal Medicinal Products (European Medicines Agency)

Use an untargeted approach to:

       Distinguish the 4 Sideritis species
       Rank their characteristic metabolites
       Prioritize potentially novel & bioactive 
       compounds

By using multivariate statistics 
& molecular networking

DDA (IDA) acquisition mode

       Polarity : 

ZenoTOF 7600
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Calculation & Checking

         RT alignement
         Accuracy
         Noise treshold

S-Plot_S_raeseri

Tresholds:
|corr|>0.7
|cov| (quantile)>0.97
q_global ≤0.05
q_posthoc_agg_OVR ≤0.05
|log FC_OVR_final| ≥12
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UNIV_hit_c_Def

The feature is class “c” specific 
(significant difference & sufficient magnitude).

3 conditions:
1.Global significance: 𝑞 ≤Ḉglobal

2.Post-hoc OVR significance (c vs REST): 𝑞 ≤Ḉ
(pairs involving c, aggregated by intersection/pmax).

᭶
OVR

3.Effect size: |log FC |≥log (FC)2 ᭶ 2

log FC  definition: log (center(class 𝑐)/center(REST))2 c 2

Parametric route (ANOVA/Welch): geometric mean
Non-parametric route (Kruskal–Wallis): median.

Parameters: 
Ḉ=0.05 (FDR-adjusted q-values); FC=2.

Raw_Data_QC

VISUALISATION

From Folk Remedy to Discovery: An HPLC-HRMS Untargeted MetabolomicsFrom Folk Remedy to Discovery: An HPLC-HRMS Untargeted Metabolomics
Workflow Unveil Species-Specific Metabolites in Sideritis herbaWorkflow Unveil Species-Specific Metabolites in Sideritis herba

Jason Fauquet , Pierre Duez , Bertrand Blankert , Tania Karasiewicz , Mathilde Wells  and Amandine Nachtergael1 1 2 3 2 1

Laboratory of Therapeutic Chemistry and Pharmacognosy, Research Institute for Health Sciences and Technology, Research Institute for Bioscience, Faculty
of Medicine, Pharmacy and Biomedical Sciences, University of Mons (UMONS), Belgium 

1

 Laboratory of Pharmaceutical Analysis, Research Institute for Health Sciences and Technology, Research Institute for Bioscience, Faculty of Medicine,
Pharmacy and Biomedical Sciences, University of Mons (UMONS), Belgium 

2

Laboratory of Proteomics and Microbiology, Research Institute for Bioscience, Faculty of Sciences, University of Mons (UMONS), Belgium3

Ex
tr

a
c
t
io
n

MeOH 
extract


