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Metabolomics laboratory

Dedicated metabolomics sample preparation lab

• Tissue homogenizer

• Thermal shaker

• Mixing devices

• Solvent evaporator



Agilent 6560 IM-QToF

Installation: March 2018

1st training: April 2018

2nd training: January 2019

IM user meeting (Agilent): March 2019

Next IM user meeting (Agilent): Feb 2020



Data storage and processing



IM-QToF applications

Lipidomics (Bernd Reichl)

- Establishing lipidomics workflow

- ESI optimization (DoE)

- Repeatability of CCS determination

Metabolomics (Thomas Bögl)

- Establishing metabolomics workflow

Pharmaceutical drugs (Armin Guntner)

- CCS values as predictors for blood brain barrier permeation

Plant metabolomics (Franz Mlynek)

- CCS values as measure to assign drug metabolites to parent drugs



Lipidomics workflow



Establishment of in house lipid database

PCDL – Personal Compound Database and Library

Based on Lipid MAPS database and data from

human and animal tissue extracts

218 lipid compounds

• GL (MAG, DAG, TAG)

• GP (PC, PE, PG, PI, PS, PA, LPC, LPE)

• SP (SM, Cer)



Lipidomics PCDL

218 lipids in total

150 with RTs

94 with CCS values



Differences ≤ 0.19%

Repeatability of CCS determination



Differences ≤ 0.29%

Repeatability of CCS determination



Thank you for your attention


