
Bioanalytics, Metabolomics and Pharmacokinetics 
Shared Resource (BMPK) 

Quantitative Targeted Metabolomics 
The BMPK Shared Resource at Roswell Park is launching a new service for Targeted Metabolomics analysis to support 
the growing Omics research efforts in the Buffalo area. The analysis uses Mass Spectrometry and the Biocrates MxP® 
Quant 500 kit. Key features of the analysis include: 

For more information on services and other pricing, contact Joshua Prey, MS, Research Project Administrator
(716) 845-3313 or Joshua.prey@roswellpark.org

Broad Pathway Coverage 
 Comprehensive quantification of up to 630 metabolites from

26 biochemical classes, and up to 234 metabolism indicators

 Broad coverage of metabolic pathways
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Functional Microbiomics 
 Includes dozens of metabolites specific for microbiome and

its interaction with the host

Quantitative & Reproducible 
 Calibrated and quantitative readouts

 Robust with excellent accuracy and precision

Wide Sample Applications 
 Suitable for analyzing cell culture, biological fluid,

tissue, and feces samples from various species

 Requires as little as 10 µL of sample

Small Molecules Lipids 
Note: Metabolites as white circles are not quantified 

mailto:Wenjuan.Zha@RoswellPark.org


 

 

page  2 
biocrates-Quant500 list of metabolites (v5-2021) 
For research use only | not for use in diagnostic procedures  

MxP® Quant 500 kit – List of metabolites 

Metabolomics in nutrition, microbiome, and disease 

The MxP® Quant 500 is our most comprehensive kit for targeted metabolic profiling. With a 
coverage of up to 630 metabolites from 26 biochemical classes, we bring advanced and 
reproducible metabolomics technology to academic and industry researchers. The kit offers fast 
turnaround times and reliable quantification of a broad range of metabolites. This includes 
substances related to nutrition and host-microbiome interaction to ensure innovative scientific 
findings with sustainable impact. 

 

Analyte class (number of metabolites) Analytical method 

Small 
molecules 
(107) 

Alkaloids (1) 

LC-MS/MS 

Amine oxides (1) 
Amino acids (20) 
Amino acid related (30) 
Bile acids (14) 
Biogenic amines (9) 
Carboxylic acids (7) 
Cresols (1) 
Fatty acids (12) 
Hormones and related (4) 
Indoles and derivatives (4) 
Nucleobases and related (2) 
Vitamins and cofactors (1) 
Carbohydrates and related (1) 

FIA-MS/MS Lipids 
(523) 

Acylcarnitines (40) 
Lysophosphatidylcholines (14) 
Phosphatidylcholines (76) 
Sphingomyelins (15) 
Ceramides (28) 
Dihydroceramides (8) 
Hexosylceramides (19) 
Dihexosylceramides (9) 
Trihexosylceramides (6) 
Cholesteryl esters (22) 
Diglycerides (44) 
Triglycerides (242) 

  



 

 

page  3 
biocrates-Quant500 list of metabolites (v5-2021) 
For research use only | not for use in diagnostic procedures  

Alkaloids (1) 

Trigonelline Trigonelline   

 

Amine oxides (1) 

TMAO Trimethylamine N-oxide   

 

Amino acids (20) 

Ala Alanine Leu Leucine 
Arg Arginine Lys Lysine 
Asn Asparagine Met Methionine 
Asp Aspartate Phe Phenylalanine 
Cys Cysteine Pro Proline 
Glu Glutamate Ser Serine 
Gln Glutamine Thr Threonine 
Gly Glycine Trp Tryptophan 
His Histidine Tyr Tyrosine 
Ile Isoleucine Val Valine 

 

Amino acid related (30) 

alpha-AAA α-Aminoadipic acid c4-OH-Pro cis-4-Hydroxyproline 

AABA α-Aminobutyric acid t4-OH-Pro trans-4-Hydroxyproline 

Ac-Orn Acetylornithine Kynurenine Kynurenine 
ADMA Asymmetric dimethylarginine Met-SO Methionine sulfoxide 
Anserine Anserine 1-Met-His 1-Methylhistidine 
5-AVA 5-Aminovaleric acid 3-Met-His 3-Methylhistidine 

BABA β-Aminobutyric acid Nitro-Tyr Nitrotyrosine 

Betaine Betaine Orn Ornithine 
Carnosine Carnosine PAG Phenylacetylglycine 
Cit Citrulline PheAlaBetaine Phenylalanine betaine 
Creatinine Creatinine ProBetaine Proline betaine 
Cystine Cystine Sarcosine Sarcosine 
DOPA Dihydroxyphenylalanine SDMA Symmetric dimethylarginine 
HArg Homoarginine Taurine Taurine 
HCys Homocysteine TrpBetaine Tryptophan betaine 
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Bile acids (14) 

CA Cholic acid GLCAS Glycolithocholic acid sulfate 
CDCA Chenodeoxycholic acid GUDCA Glycoursodeoxycholic acid 
DCA Deoxycholic acid TCA Taurocholic acid 
GCA Glycocholic acid TCDCA Taurochenodeoxycholic acid 
GDCA Glycodeoxycholic acid TDCA Taurodeoxycholic acid 
GCDCA Glycochenodeoxycholic acid TLCA Taurolithocholic acid 
GLCA Glycolithocholic acid TMCA Tauromurocholic acid 

 

Biogenic amines (9) 

beta-Ala β-Alanine Putrescine Putrescine 

GABA γ-Aminobutyric acid Serotonin Serotonin 

Dopamine Dopamine Spermidine Spermidine 
Histamine Histamine Spermine Spermine 
PEA Phenylethylamine   

 

Carbohydrates and related (1) 

H1 Hexoses (including glucose)   

 

Carboxylic acids (7) 

AconAcid Aconitic acid OH-GlutAcid 3-Hydroxyglutaric acid 
DiCA(12:0) Dodecanedioic acid Lac Lactic acid 
DiCA(14:0) Tetradecanedioic acid Suc Succinic acid 
HipAcid Hippuric acid   

 

Cresols (1) 

p-Cresol-SO4 p-Cresol sulfate   

 

Fatty acids (12) 

FA(12:0) Lauric acid FA(20:1) Eicosenoic acid 
FA(14:0) Myristic acid FA(20:2) Eicosadienoic acid 
FA(16:0) Palmitic acid FA(20:3) Eicosatrienoic acid 

FA(18:0) Stearic acid AA Arachidonic acid (FA(20:4ω6)) 

FA(18:1) Octadecenoic acid EPA 
Eicosapentaenoic acid 
(FA(20:5ω3)) 

FA(18:2) Octadecadienoic acid DHA 
Docosahexaenoid acid 
(FA(22:6ω3)) 
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Hormones and related (4) 

AbsAcid Abscisic acid Cortisone Cortisone 
Cortisol Cortisol DHEAS Dehydroepiandrosterone sulfate 

 

Indoles and derivatives (4) 

Indole Indole 3-IPA 3-Indolepropionic acid 
3-IAA 3-Indoleacetic acid Ind-SO4 Indoxyl sulfate 

 

Nucleobases and related (2) 

Hypoxanthine Hypoxanthine Xanthine Xanthine 
 

Vitamins and cofactors (1) 

Choline Choline   

 

Acylcarnitines (40) 

C0 Carnitine C10:1 Decenoylcarnitine 
C2 Acetylcarnitine C10:2 Decadienoylcarnitine 
C3 Propionylcarnitine C12 Dodecanoylcarnitine 
C3-DC 
(C4-OH) 

Malonylcarnitine 
(Hydroxybutyrylcarnitine) 

C12-DC Dodecanedioylcarnitine 

C3-OH Hydroxypropionylcarnitine C12:1 Dodecenoylcarnitine 
C3:1 Propenoylcarnitine C14 Tetradecanoylcarnitine 
C4 Butyrylcarnitine C14:1 Tetradecenoylcarnitine 
C4:1 Butenylcarnitine C14:1-OH Hydroxytetradecenoylcarnitine 
C5 Valerylcarnitine C14:2 Tetradecadienoylcarnitine 
C5-DC 
(C6-OH) 

Glutarylcarnitine 
(Hydroxyhexanoylcarnitine) 

C14:2-OH 
Hydroxytetradecadienoyl-
carnitine 

C5-M-DC Methylglutarylcarnitine C16 Hexadecanoylcarnitine 
C5-OH 
(C3-DC-M) 

Hydroxyvalerylcarnitine 
(Methylmalonylcarnitine) 

C16-OH Hydroxyhexadecanoylcarnitine 

C5:1 Tiglylcarnitine C16:1 Hexadecenoylcarnitine 
C5:1-DC Glutaconylcarnitine C16:1-OH Hydroxyhexadecenoylcarnitine 

C6 (C4:1-DC) 
Hexanoylcarnitine 
(Fumarylcarnitine) 

C16:2 Hexadecadienoylcarnitine 

C6:1 Hexenoylcarnitine C16:2-OH 
Hydroxyhexadecadienoyl-
carnitine 

C7-DC Pimeloylcarnitine C18 Octadecanoylcarnitine 
C8 Octanoylcarnitine C18:1 Octadecenoylcarnitine 
C9 Nonaylcarnitine C18:1-OH Hydroxyoctadecenoylcarnitine 
C10 Decanoylcarnitine C18:2 Octadecadienylcarnitine 
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Lysophosphatidylcholines (14) 

lysoPC a C14:0 lysoPC a C18:0 lysoPC a C20:4 lysoPC a C28:0 
lysoPC a C16:0 lysoPC a C18:1 lysoPC a C24:0 lysoPC a C28:1 
lysoPC a C16:1 lysoPC a C18:2 lysoPC a C26:0  
lysoPC a C17:0 lysoPC a C20:3 lysoPC a C26:1  

 

Phosphatidylcholines (76) 

PC aa C24:0 PC aa C36:3 PC aa C42:0 PC ae C36:1 
PC aa C26:0 PC aa C36:4 PC aa C42:1 PC ae C36:2 
PC aa C28:1 PC aa C36:5 PC aa C42:2 PC ae C36:3 
PC aa C30:0 PC aa C36:6 PC aa C42:4 PC ae C36:4 
PC aa C30:21 PC aa C38:0 PC aa C42:5 PC ae C36:5 
PC aa C32:0 PC aa C38:1 PC aa C42:6 PC ae C38:0 
PC aa C32:1 PC aa C38:3 PC ae C30:0 PC ae C38:1 
PC aa C32:2 PC aa C38:4 PC ae C30:1 PC ae C38:2 
PC aa C32:3 PC aa C38:5 PC ae C30:2 PC ae C38:3 
PC aa C34:1 PC aa C38:6 PC ae C32:1 PC ae C38:4 
PC aa C34:2 PC aa C40:1 PC ae C32:2 PC ae C38:5 
PC aa C34:3 PC aa C40:2 PC ae C34:0 PC ae C38:6 
PC aa C34:4 PC aa C40:3 PC ae C34:1 PC ae C40:1 
PC aa C36:0 PC aa C40:4 PC ae C34:2 PC ae C40:2 
PC aa C36:1 PC aa C40:5 PC ae C34:3 PC ae C40:3 
PC aa C36:2 PC aa C40:6 PC ae C36:0 PC ae C40:4 
PC ae C40:5 PC ae C42:1 PC ae C42:4 PC ae C44:4 
PC ae C40:6 PC ae C42:2 PC ae C42:5 PC ae C44:5 
PC ae C42:0 PC ae C42:3 PC ae C44:3 PC ae C44:6 

 

Sphingomyelins (15) 

SM (OH) C14:1 SM C18:0 SM (OH) C22:2 SM (OH) C24:1 
SM C16:0 SM C18:1 SM C22:31 SM C26:0 
SM C16:1 SM C20:2 SM C24:0 SM C26:1 
SM (OH) C16:1 SM (OH) C22:1 SM C24:1  

 

 

 

 

 

 
1 SCIEX only  
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Ceramides (28) 

Cer(d16:1/18:0) Cer(d18:1/18:0(OH)) Cer(d18:1/24:1) Cer(d18:2/20:0) 
Cer(d16:1/20:0) Cer(d18:1/18:0) Cer(d18:1/25:0) Cer(d18:2/22:0) 
Cer(d16:1/22:0) Cer(d18:1/18:1) Cer(d18:1/26:0) Cer(d18:2/23:0) 
Cer(d16:1/23:0) Cer(d18:1/20:0(OH)) Cer(d18:1/26:1)3 Cer(d18:2/24:0) 
Cer(d16:1/24:0) Cer(d18:1/20:0) Cer(d18:2/14:0) Cer(d18:2/24:1) 
Cer(d18:0/16:0)2 Cer(d18:1/22:0) Cer(d18:2/16:0)  
Cer(d18:1/14:0) Cer(d18:1/23:0) Cer(d18:2/18:0)  
Cer(d18:1/16:0) Cer(d18:1/24:0) Cer(d18:2/18:1)  

 

Dihydroceramides (8) 

Cer(d18:0/18:0(OH)) Cer(d18:0/20:0) Cer(d18:0/24:0) Cer(d18:0/26:1(OH)) 
Cer(d18:0/18:0) Cer(d18:0/22:0) Cer(d18:0/24:1) Cer(d18:0/26:1) 

 

Hexosylceramides (19) 

HexCer(d16:1/20:0)4 HexCer(d18:1/18:0) HexCer(d18:1/24:0) HexCer(d18:2/18:0) 
HexCer(d16:1/22:0) HexCer(d18:1/18:1) HexCer(d18:1/24:1) HexCer(d18:2/20:0) 
HexCer(d16:1/24:0) HexCer(d18:1/20:0) HexCer(d18:1/26:0) HexCer(d18:2/22:0) 
HexCer(d18:1/14:0) HexCer(d18:1/22:0) HexCer(d18:1/26:1) HexCer(d18:2/23:0) 
HexCer(d18:1/16:0) HexCer(d18:1/23:0) HexCer(d18:2/16:0) HexCer(d18:2/24:0) 

 

Dihexosylceramides (9) 

Hex2Cer(d18:1/14:0) Hex2Cer(d18:1/20:0) Hex2Cer(d18:1/24:1)  
Hex2Cer(d18:1/16:0) Hex2Cer(d18:1/22:0) Hex2Cer(d18:1/26:0)  
Hex2Cer(d18:1/18:0) Hex2Cer(d18:1/24:0) Hex2Cer(d18:1/26:1)  

 

Trihexosylceramides (6) 

Hex3Cer(d18:1/16:0) Hex3Cer(d18:1/20:0) Hex3Cer(d18:1/24:1)  
Hex3Cer(d18:1/18:0) Hex3Cer(d18:1/22:0) Hex3Cer(d18:1/26:1)  

 

Cholesteryl esters (22) 

CE(14:0) CE(17:0) CE(20:0) CE(22:1) 
CE(14:1) CE(17:1) CE(20:1) CE(22:2) 
CE(15:0) CE(18:0) CE(20:3) CE(22:5) 
CE(15:1) CE(18:1) CE(20:4) CE(22:6) 
CE(16:0) CE(18:2) CE(20:5)  
CE(16:1) CE(18:3) CE(22:0)  

2 Waters Xevo® TQ-S only 

3 SCIEX and Waters Xevo® TQ-XS only 
4 Waters Xevo® TQ-XS only  
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Diglycerides (44) 

DG(14:0_14:0) DG(16:0_20:4) DG(18:1_18:4) DG(18:2_20:4) 
DG(14:0_18:1) DG(16:1_18:0) DG(18:1_20:0) DG(18:3_18:3) 
DG(14:0_18:2) DG(16:1_18:1) DG(18:1_20:1) DG(18:3_20:2) 
DG(14:0_20:0) DG(16:1_18:2) DG(18:1_20:2) DG(21:0_22:6) 
DG(14:1_18:1) DG(16:1_20:0) DG(18:1_20:3) DG(22:1_22:2) 
DG(14:1_20:2) DG(17:0_17:1) DG(18:1_20:4) DG-O(14:0_18:2) 
DG(16:0_16:0) DG(17:0_18:1) DG(18:1_22:5) DG-O(16:0_18:1)3 
DG(16:0_16:1) DG(18:0_20:0) DG(18:1_22:6) DG-O(16:0_20:4)5 
DG(16:0_18:1) DG(18:0_20:4) DG(18:2_18:2) DG-O(18:2_18:2)6 
DG(16:0_18:2) DG(18:1_18:1) DG(18:2_18:3)  
DG(16:0_20:0) DG(18:1_18:2) DG(18:2_18:4)  
DG(16:0_20:3) DG(18:1_18:3) DG(18:2_20:0)  

 

Triglycerides (242) 

TG(14:0_32:2) TG(16:0_34:1) TG(16:1_32:0) TG(17:1_34:3) 
TG(14:0_34:0) TG(16:0_34:2) TG(16:1_32:1) TG(17:1_36:3) 
TG(14:0_34:1) TG(16:0_34:3) TG(16:1_32:2) TG(17:1_36:4) 
TG(14:0_34:2) TG(16:0_34:4) TG(16:1_33:1) TG(17:1_36:5) 
TG(14:0_34:3) TG(16:0_35:1) TG(16:1_34:0) TG(17:1_38:5) 
TG(14:0_35:1) TG(16:0_35:2) TG(16:1_34:1) TG(17:1_38:6) 
TG(14:0_35:2) TG(16:0_35:3) TG(16:1_34:2) TG(17:1_38:7) 
TG(14:0_36:1) TG(16:0_36:2) TG(16:1_34:3) TG(17:2_34:2) 
TG(14:0_36:2) TG(16:0_36:3) TG(16:1_36:1) TG(17:2_34:3) 
TG(14:0_36:3) TG(16:0_36:4) TG(16:1_36:2) TG(17:2_36:2) 
TG(14:0_36:4) TG(16:0_36:5) TG(16:1_36:3) TG(17:2_36:3) 
TG(14:0_38:4) TG(16:0_36:6) TG(16:1_36:4) TG(17:2_36:4) 
TG(14:0_38:5) TG(16:0_37:3) TG(16:1_36:5) TG(17:2_38:5) 
TG(14:0_39:3)1 TG(16:0_38:1) TG(16:1_38:3) TG(17:2_38:6) 
TG(14:0_40:5)6 TG(16:0_38:2) TG(16:1_38:4) TG(17:2_38:7) 
TG(16:0_28:1) TG(16:0_38:3) TG(16:1_38:5) TG(18:0_30:0) 
TG(16:0_28:2) TG(16:0_38:4) TG(17:0_32:1) TG(18:0_30:1) 
TG(16:0_30:2) TG(16:0_38:5) TG(17:0_34:1) TG(18:0_32:0) 
TG(16:0_32:0) TG(16:0_38:6) TG(17:0_34:2) TG(18:0_32:1) 
TG(16:0_32:1) TG(16:0_38:7) TG(17:0_34:3) TG(18:0_32:2) 
TG(16:0_32:2) TG(16:0_40:6) TG(17:0_36:3) TG(18:0_34:2) 
TG(16:0_32:3) TG(16:0_40:7) TG(17:0_36:4) TG(18:0_34:3) 
TG(16:0_33:1) TG(16:0_40:8) TG(17:1_32:1) TG(18:0_36:1) 
TG(16:0_33:2) TG(16:1_28:0) TG(17:1_34:1) TG(18:0_36:2) 
TG(16:0_34:0) TG(16:1_30:1) TG(17:1_34:2) TG(18:0_36:3) 

 
1 SCIEX only 
3 SCIEX and Waters Xevo® TQ-XS only 
5 SCIEX and Waters Xevo® TQ-S only 
6 Waters only 
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Triglycerides (continued) 

TG(18:0_36:4) TG(18:2_30:1) TG(18:3_36:3) TG(20:4_30:0) 
TG(18:0_36:5) TG(18:2_31:0) TG(18:3_36:4) TG(20:4_32:0) 
TG(18:0_38:6) TG(18:2_32:0) TG(18:3_38:5) TG(20:4_32:1) 
TG(18:0_38:7) TG(18:2_32:1) TG(18:3_38:6) TG(20:4_32:2) 
TG(18:1_26:0) TG(18:2_32:2) TG(20:0_32:3) TG(20:4_33:2) 
TG(18:1_28:1) TG(18:2_33:0) TG(20:0_32:4) TG(20:4_34:0) 
TG(18:1_30:0) TG(18:2_33:1) TG(20:0_34:1) TG(20:4_34:1) 
TG(18:1_30:1) TG(18:2_33:2) TG(20:1_24:3) TG(20:4_34:2) 
TG(18:1_30:2) TG(18:2_34:0) TG(20:1_26:1) TG(20:4_34:3) 
TG(18:1_31:0) TG(18:2_34:1) TG(20:1_30:1) TG(20:4_35:3) 
TG(18:1_32:0) TG(18:2_34:2) TG(20:1_31:0)1 TG(20:4_36:2) 
TG(18:1_32:1) TG(18:2_34:3) TG(20:1_32:0)6 TG(20:4_36:3) 
TG(18:1_32:2) TG(18:2_34:4) TG(20:1_32:1) TG(20:4_36:4) 
TG(18:1_32:3) TG(18:2_35:1) TG(20:1_32:2) TG(20:4_36:5) 
TG(18:1_33:0) TG(18:2_35:2) TG(20:1_32:3) TG(20:5_34:0) 
TG(18:1_33:1) TG(18:2_35:3) TG(20:1_34:0) TG(20:5_34:1) 
TG(18:1_33:2) TG(18:2_36:0) TG(20:1_34:1) TG(20:5_34:2) 
TG(18:1_33:3) TG(18:2_36:1) TG(20:1_34:2) TG(20:5_36:2) 
TG(18:1_34:1) TG(18:2_36:2) TG(20:1_34:3) TG(20:5_36:3) 
TG(18:1_34:2) TG(18:2_36:3) TG(20:2_32:0) TG(22:0_32:4) 
TG(18:1_34:3) TG(18:2_36:4) TG(20:2_32:1) TG(22:1_32:5) 
TG(18:1_34:4) TG(18:2_36:5) TG(20:2_34:1) TG(22:2_32:4) 
TG(18:1_35:2) TG(18:2_38:4) TG(20:2_34:2) TG(22:3_30:2) 
TG(18:1_35:3) TG(18:2_38:5) TG(20:2_34:3) TG(22:4_32:0) 
TG(18:1_36:0) TG(18:2_38:6) TG(20:2_34:4) TG(22:4_32:2) 
TG(18:1_36:1) TG(18:3_30:0) TG(20:2_36:5) TG(22:4_34:2) 
TG(18:1_36:2) TG(18:3_32:0) TG(20:3_32:0) TG(22:5_32:0) 
TG(18:1_36:3) TG(18:3_32:1) TG(20:3_32:1) TG(22:5_32:1) 
TG(18:1_36:4) TG(18:3_33:2) TG(20:3_32:2) TG(22:5_34:1) 
TG(18:1_36:5) TG(18:3_34:0) TG(20:3_34:0) TG(22:5_34:2) 
TG(18:1_36:6) TG(18:3_34:1) TG(20:3_34:1) TG(22:5_34:3) 
TG(18:1_38:5) TG(18:3_34:2) TG(20:3_34:2) TG(22:6_32:0) 
TG(18:1_38:6) TG(18:3_34:3) TG(20:3_34:3) TG(22:6_32:1) 
TG(18:1_38:7) TG(18:3_35:2) TG(20:3_36:3) TG(22:6_34:1) 
TG(18:2_28:0) TG(18:3_36:1) TG(20:3_36:4) TG(22:6_34:2) 
TG(18:2_30:0) TG(18:3_36:2) TG(20:3_36:5) TG(22:6_34:3) 

 

 

 

 
1 SCIEX only 
6 Waters only  
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MetaboINDICATOR™ – MxP® Quant 500 kit 

List of metabolite sums and ratios 

Calculating and understanding metabolite sums and ratios makes your biological data 
interpretation easier and more comprehensive. That is why we created MetaboINDICATOR™ as 
an add-on tool to MetIDQ™. Give your data a meaningful impact. Find out how metabolite sums 
and ratios are associated with related biological functions. 

All 234 sums and ratios, or metabolism indicators, are part of the MetIDQ™ 
MetaboINDICATOR™ module and are designed specifically for MxP® Quant 500 kit data. Please 
note that the listed sums and ratios may indicate specific enzyme activities and diseases, but 
changes in metabolite levels could be also due to other reasons. 

Overview of 234 predefined metabolite sums and ratios 

Metabolite class 
Number of 

metabolism indicators 

Amine oxides 2 
Amino acids 22 
Amino acid related 35 
Bile acids 32 

Biogenic amines 11 
Carboxylic acids 3 
Cresols 1 
Fatty acids 11 
Hormones and related 2 
Indoles and derivatives 5 

Nucleobases and related 2 
Vitamins and cofactors 1 
Acylcarnitines 39 
Lysophosphatidylcholines 12 
Phosphatidylcholines 13 
Sphingomyelins 8 

Ceramides, dihydroceramides, hexosylceramides, dihexosyl-
ceramides, trihexosylceramides 

20 

Cholesteryl esters 6 

Diglycerides 5 
Triglycerides 4 

Please contact BMPK Shared Resource for more information related to metabolite sums and ratios.



MetaboINDICATOR™ – Examples 
• Make data coherent – Why quantitation matters? 

• Additional Cancer-specific Sums and Ratios 












































Selected Publications in Oncology 

• Higher plasma levels of lysophosphatidylcholine 18:0 are related to a lower risk 

of common cancers in a prospective metabolomics study.  Kühn et al., BMC 

Med. 2016 Jan 28;14:13. 
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• Phamacometabolomics study identifies circulating spermidine and tryptophan 

as potential biomarkers associated with the complete pathological response to 

trastuzumab-paclitaxel neoadjuvant therapy in HER-2 positive breast cancer. 
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• Plasma Metabolomic Changes following PI3K Inhibition as Pharmacodynamic 
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• Perioperative changes in the plasma metabolome of patients receiving general 

anesthesia for pancreatic cancer surgery. Mock-Ohnesorge et al., Oncotarget 
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• Targeted Metabolomics Identifies Plasma Biomarkers in Mice with Metabolically 
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• Circulating metabolites as a concept beyond tumor biology determining disease 
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