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EDICAL UNIVERSITY Mass Spectrometry-based metabolomics

LC-QTOF-MS LC-QTOF-MS
(6546, Agilent) (6545, Agilent)
LC-QQQ-MS
(6495, Agilent)




v sves™ - Sample treatment automation

Sample Prep Workbench (7696A, Agilent)

Hudson Solo SOL9 Automated Liquid Handler System
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Metabolomics Group

“People acting together as a group can accomplish things which no

individual acting alone could ever hope to bring about”

Franklin D. Roosvelt




MeoicaL NV \Afhat do we do? — in general ©

Samples Results
analysis interpretation

Manuscript

development treatment and preparation
statistics
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LC-QTOF-MS

Plasma/urine
fingerprinting

Cells

Tissue
fingerprinting

Aqueous/vitreous
Humor
fingerprinting

Agilent 6545 LC-QTOF
Agilent 6546 LC-QTOF
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cell culture

agueous
humor

Agilent GC-QQQ,
GC-7830B, MS-7000



&P oo™ LC-MS — targeted metabolomics

LC-QQQ-MS /

(Agilent 6495) y

e Atorvastatin and its metabolites

e Metformin

 Semaglutide
e Endocannabinoids  Arachidonic acid and its metabolites



4§ et Targeted metabolomics — commercial kits

Sample e

Standard metabolomics 288 =1V TAT E VIS

Biocrates =~ 2-3 days 1-2 days
@ biocrates
202 3 The future of research and health
MxP®Quant 500 XL kit 1018 metabolites
First analyses using First analyses using E . :
AbsolutelDQ® p180 kit MxP® Quant 500 and MxP Q uant 500 kit 630 metabolites

MxP® Quant 500XL kits

Ab$0|ute|DQ® p‘] 80 kit 188 metabolites
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Number of prepared kits

Certificate
m AbsolutelDQ® p180 kit

biocrates life sciences ag
recognizes that

[ | MXP® Quant 500 k|t e Metabolomics Laboratory

& T Clinical Research Centre
- x Medical University of Bialystok
. "c;..i *:'f M. Skiodowskigj-Curie 24a
» MxP® Quant 500 XL kit \ 15-276 Bialystok, Poland

has passed the certification criteria for partner laboratories through a
comprehensive evaluation and can title itzelf az a

Certified laboratory of biocrates

for

- MxP® Quant 500 XL kit
- MxP® Quant 500 kit

- AbsolutelDQ® p180 kit

Number of prepared samples

Cruantitative analysis of biological samples with biocrates kits

— Standardized laboratary and kit workflow procedures

- Continugus instrumental pefformance evaluation

- ‘alidated metabolite quantification and quality assessment

- Results reported in accordance with biocrates guality standards

® plasma samples

Certified on 2024-02-05
B serum sam ples Valid until 2025-02-05
fl
w urine samples {bﬁl A P Ll
bic:-crlates CEOQ ‘ biocrates support specialist

® ageous humor samples

blocrates [ife sclences ag | Eduard-Bodem Gasse 8 | A-6020 Innsoruck | blocrates com

m tissue samples
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Medical

Gestational Type 2
Diabetes diabetes

Lung
cancer

Leukaemia

Rare Eye
diseases diseases

Current research areas

non-Medical

DoE for method

Vitreous humor
development

Bioinformatic tools
for metabolomics
data analysis

oxolipids and
epimetabolites
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Michat Burdukiewicz, PhD  Valentin Iglesias, PhD
Jarostaw Chilimoniuk, PhD  Dawid Kubkowski, BSc Metabocrates AU
Krystyna Grzesiak, MSc Joanna Pokora, BSc
_ _ Upload new data Dataset preview
httpS://I m putom ics.umb.edu. pl/ Upload Biocrates® file. You can see metabolomics matrix and LOD table below:
- . - . BROWSE... K_Bi tes_d4.xl
imputomics: web server and R package for missing e oATASIMMRY || coMPONDS || EXPEmMENTSETUPOATA | Loovawes
. . M . Upload complete
values imputation in metabolomics data @
- ; . ... or load your previous project :
Jarostaw Chilimoniuk, Krystyna Grzesiak, Jakub Kata, S e Data summary:
o ) . Upload Excel sheet downloaded from
Dominik Nowakowski, Adam Kretowski, Rafat Kolenda, MetaboCrates. Compounds: 188,
. . . . . . Samples: 85,
Michat Ciborowski, Michat Burdukiewicz ™« Author Notes s::::,:smes: Sample, OC Level 3,QC Level 2, QC Level 1,
Qc levels: 3,
Bioinformatics, Volume 40, Issue 3, March 2024, btae098, "< LOD" values: 3126,

Upload data Groups LOD/LOG/ULOQ proportion Replace LOD/LOQ Quality control Download

"« LLOQ values: 0,

"> ULOQ" values: 0,

Missing values: 0,

Material: 20 (serum), 302 (EDTA plasma),

OP: KIT3-0-7101 | KIT2-0-7111,

Plate Bar Code: 1036372116-1 |1 1036372121-1.
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