. . . . Description | Presentin
Compound Name m/z RT |Cosine %izcr;e(:én E;‘Eg;?g Ilr; gﬁt_igﬁd:: gl;iglcé?rqe derived from| Human Fecal |ReDU Chemical Explorer
P (min) | Score filteriﬁ filterinp filterinp Clgss PubChem | Metabolome Associations
g g g andHMDB | Database
Pl_Jrin_e
gsesrtl)\::?:t\cle?j Found in bacterial cultures
Hypoxanthine 137.046| 0.39 | 0.98 Yes Yes No - o Yes (Clostridium orbiscindens
with inosine CC43 001K
and uric acid - )
in humans
Precursor to . .
nicotinamide- 'g‘i:&?ﬁéi%gﬁz
Nicotinamide N-oxide | 139.05| 0.31 1 Yes No No - dir?tcjjslr(lelcr)]t?de Noé:‘ggg;:i n lugdunensis. Found in
(NAD+) in human skin, saliva, and
. fecal samples
animals
3-methyl-2-oxindole (3- Indolesand | Endogenous Found in bacterial cultures
Met}/] loxindole) 148.076| 3.22 | 0.93 Yes No No derivatives | product of 3- No (Gardnerellavaginalis and
y (55.56%) | methylindole Collinsellasp.4_8 47FAA
Steroids and
. steroid Mammalian Largely found in bacterial
Hyocholic acid 158.154| 4.78 | 0.83 Yes Yes No derivatives bile acid Yes culture and humans
(100%)
Found in bacterial cultures,
Glycine and Stapilsjlcz)ilgéigs\,l\gahreus
Gly-Val (Glycylvaline) |[175.107| 0.36 | 0.91 Yes Yes Yes - di\;/)?elplyr':ize Yes Also associated with

inflammatory bowel
disease.




Endogenous

m(?tirkr)]glri]te' Predominantly found in
3-Hydroxy-4- Cinnamic Also potenti:'il plant, food (such as
. . . acids and . fruits), and beverage
met(kllggfﬁm?cagli%?md 177.055| 4.13 | 0.97 Yes Yes No derivatives ?éir?g;flgzr Yes samples. Also found in
(9.09%) Wheat ' human caecum and fecal
sunflowers, samples.
etc.
Also known
as 3a,70,120-
tré?g'sil;?])gc(:h Predominantly found in
. lant samples (Cucumis
2_-Butanone,4-(2,6,6- acid (THC.:A); %elo) ba(g[erirgll culture
trimethyl-2-cyclohexen-| 177.164| 3.15 | 0.83 Yes No No - Intermediate No (Ba,cteroides dorei:
1-yl) al;;gec?z:tlgd Propionibacterium acnes),
with and fungal cultures.
metabolic
disorders
Primary
Imidazopyrim miﬁct;(;il:]tgof
Paraxanthine 181.072| 0.81 | 0.94 Yes Yes No dines Found iﬁ Yes Notin Chemical Explorer
0,
(21.74%) animals and

some bacteria




Predominantly found in

acé? dnsa;?]'g Abundantin plant, food, and beverage
trans-Ferulic acid 195.065| 3.01 | 0.91 Yes Yes No derivatives plant cell Yes samples. Also found in
walls human fecal and caecum
(9.09%)
samples.
Found in environmental and
.- Benzofurans Plant .
Loliolide 197.117| 3.11 | 0.94 Yes Yes No (13.79%) metabolite No plant samples (Cucumis
melo)
. . Found in environmental
3-Hydroxydodecanoicacid 199.169| 5.35 | 0.99 Yes Yes No Lactc())nes Medlum-c_ham Yes samples, plant samples, and
(20%) fatty acid
some human feces
Bacterial
metabolite;
N-Acetyl-D-mannosaming 204.087| 3.27 | 0.91 |  Yes No No ; Precursor to Yes Found in a fungal culture
N- (species not specified)

acetylmannosg
mine




Metabolite of
phenylalanine;

Found in bacterial

Carboxylic | Frequently (Fusobacterium ulcerans
. acidsand [foundin urine 12-1B, Sutterella
N-acetyl-L-Phenylalanine| 208.097| 2.84 | 0.95 Yes Yes No derivatives | of humans Yes wadsworthensis HGAQ223,
(10.39%) with etc.) and some fungal
phenylketonur cultures
ia

Found in bacterial culture,
fungal culture, and animal

samples (e.g., mice, rats,

Threonine and humans, etc.). Found in

. . human fecal samples.
Thr-Pro (Threonylproline)| 217.122| 0.46 | 0.96 Yes Yes No - d?rgh{;ge No Associated with

pep inflammatory bowel diseasg

samples. Also associated

with Staphylococcus
aureus.
Carboxylic .
. Valine and .
. acids and . Found in fungal cultures
Val-Val (Valylvaline) |217.155| 0.45 | 0.97 Yes Yes Yes derivatives _valln_e Yes and human fecal samples.
(12.86%) dipeptide




Found in food, beverage,

plant, animal, fungal
culture, and bacterial
culture samples. Also found
in human digestive tract,
Associated fecal, heart, caecum, skin,
with and bloc_)d samples. Found
Abrine 219.113| 0.60 | 0.88 | Yes Yes No Escherichia No |equallyinhumanrural and
coli urbar_1 samples. Assomated
metabolism with many d!fferent
bacterial species (e.g.,
Parabacteroides goldsteinii
CC87F, Prevotella
nigrescens CC14M,
Bifidobacterium longum,
etc.)
Also called
Vitamin B5;
essential Found in animal (human,
Pantothenic acid 220.118| 0.56 | 0.81 Yes No No metabolite for Yes mouse, rat, etc.) and
carbohydrate environmental samples.
protein, and
fat synthesis
Predominantly found in
bacterial cultures
PyroGlu-Pro . No . (Prevotella nigrescens
. 227.103( 0.44 | 0.86 Yes Yes Yes information No . L
(Pyroglutamylproline) provided Bacteroides stercoris
CC3L1F, etc.), plant, and
human fecal samples




Long-chain

fatty acid
foundin all
eukaryotes;
Potential
b;%mzrgzzrfor Predominantly found in
Myristoleic acid 227.201| 5.94 | 0.94 Yes Yes Yes y Yes environmental samples,
products and .
such as soil.
other food
(anchovies,
dates,
sunflowers,
chocolate,
etc.)
Predominantly found in
Isoleucineand No (found in bggtr?trilcac!IS:'.%z,ast?r\é?;?;a
Ile-Pro (Isoleucylproline) | 229.155| 0.7 | 0.98 Yes No No dIiDrglltr;ge blsovegaz:)nd stercoris: Parabacteroides
Pep johnsonii, etc.) and fungal
cultures
Valine and
Val-lle (Valylisoleucine) | 231.171| 2.82 | 0.88 Yes Yes Yes Isoleucine Yes Found in fungal cultures
dipeptide
C|s-9-He>§adegen0|_c acid 2372211 6.49 | 0.97 Yes Yes Yes Unsatura_ted Yes Predom!nantly found in
(Palmitoleic acid) fatty acid soil samples
Glycine and Found in bacterial cultures
. ; (e.g., Parvimonas micra,
Gly-Tyr (Glycyltyrosine) | 239.102| 0.44 | 0.95 Yes Yes No dt?/prg;indee Yes Fusobacterium nucleatum,

etc.)




Found in environmental,
Also called animal, and bacterial
Biotinand | vitamin H: culture (e.g., Escherichia
Biotin 245.098| 2.39 | 0.87 Yes No No derivatives essential Yes aurCe?JI: i?gy@;{fguﬁmo
0 , etc. :
(16.67%) ngargg:]ite found in human nasal
cavity, skin, and saliva
samples.
Predominantly found in
bacterial cultures
Carboxylic Leucine and (Bacteroides stercoris
. acids and : CC31F, Clostridium
Leu-Leu (Leucylleucine) | 245.186| 2.40 | 0.98 Yes Yes Yes derivatives dlieléc[[?ge Yes cadaveris CC44. 001G,
(12.86%) Pep etc.) and fungal cultures
(not specified). Also found
in human fecal samples.
Found in food, animal, and
Found in lentil bacterial culture samples
- extracts; (e.g., Staphylococcus
Lenticin 247.145| 1.22 1 0.98 es No No i Possible lentil Yes aureus). Also found in
biomarker human urine, milk, blood,
and saliva samples.




Valine and

L : . . es es 0 ethionine es ot in Chemical Explorer
al \I’;'emfgmne) 249.126| 0.56 | 0.95 | Y Y N Meth Y Not in Chemical Expl
y dipeptide
Found in fungal cultures,
Serine and bacterial cultures
Ser-Phe . (Bacteroides stercoris
(Serylphenylalanine) 253.118| 0.79 | 0.93 Yes Yes Yes phsinﬁla:%n;ne Yes CC31F, Clostridium
Pep cadaveris CC88A, etc.) and
human fecal samples
Found in human colon,
e Trans fatty upper digestive tract,
Palmitelaidic acid 255.232| 5.96 | 0.92 Yes No No acid Yes liver, and fecal samples.
Also found in soil samples
. Found in bacterial culture
Involvedin
L-Saccharopine 259.129| 0.31 | 0.78 Yes Yes No lysine Yes (Staphylococcus aureus

degradation

JE3) and fungal cultures
(not specified)




Phe-Pro

Phenylalanine

Predominantly found in
bacterial cultures
(Bacteroides dorei

(Phenylalanylproline) 263.139| 2.57 | 0.99 Yes Yes Yes - and Proline Yes CL03T12C01, Prevotella
dipeptide histicola, Parabacteroides
goldsteinii CC87F, etc.) and
some fungal cultures
Variation of
conjugated
linoleic acid; Found in human digestive
Conjugated linoleic Acid Prenol lipids Found in tract, liver, colon, and
263.237| 7.52 | 0.85 Yes Yes No meat dairy No feces. Also found in
(10E,122) (5.36%) :
products of environmental and fungal
ruminants; samples.
Dietary
supplement
Variation of
Ii%%r:élijgzﬁig- Found in environmental
Conjugated linoleic acid Prenol lipids |Found in mea{t No (found in samples andfungal_
(9E.11E) 263.237| 6.68 | 0.92 Yes Yes Yes (5.36%) |dairy products blood) cultures. Also f_ouno!m
’ : of ruminants: human upper digestive
. ' tract, liver, and feces.
Dietary
supplement
Thr-Phe Threoninea}nd _
. 267.134| 0.48 | 0.94 Yes Yes Yes - Phenylalanine Yes Found in fungal cultures
(Threonylphenylalanine) di .
peptide
Proline and .
Pro-Arg (Prolylarginine) | 272.171| 0.32 | 0.72 Yes No No - arginine No Found in a fungal culture

dipeptide

(species not specified)




Found in fungal cultures

9-OxoOTrE 275.201| 442 | 0.8 Yes Yes No - I}(;Tg-gg?én No and plant samples (Zea
ty mays L. and Cucumismelo
Found in human upper
digestive tract, colon,and
. fecal samples. Also found
Phe-Leu i?:rizg);mc Phenylalanine in bacterial cultures
(Phenylalanylleucine) 279.171| 2.59 | 0.99 Yes Yes Yes derivatives an_d Ieug:me No (Plarab_ag_termdes
(12.86%) dipeptide goldsteinii CC87F,
Prevotella nigrescens
CC14M, etc.) and fungal
cultures (not specified)
Found in animal, fungal
culture, and bacterial
culture (e.g., Bacteroides
Leu-Phe Leucine and dorei, Staphylococcus
. 279.171| 3.47 | 0.98 Yes Yes Yes - phenylalanine Yes aureus, Propionibacterium
(Leucylphenylalanine) dipeptide acidifaciens, etc.) samples.
Also found in human
intestinal, vaginal, and fecal
samples
Ceramide
associated
with cell
N-Tetre}coser_moyM— 282.279| 6.09 | 0.95 Yes Yes No Fatty Acyls physiology Yes Not in Chemical Explorer
sphingenine (11.54%) and some
human

pathologies




Metabolite
derived from

Octadecanamide | 284.295| 8.55 | 0.77 |  Yes No No ; ff)tjﬁg"i’nag:ght ves  |Found LTaenrle'Qﬁq”ﬁfsma' ang
and animal
fats
Purine Found in built environment,
Xanthosine 285.083| 0.40 | 0.9 Yes Yes No - : Yes animal, and bacterial
nucleoside
culture samples.
Arginine and Found in food and animal
Arg-lle ) . samples. Also found in
(Arginylisoleucine) 288.203| 0.36 | 0.96 es es No i lg?lgu;g: es human stomach, saliva,
pep spleen, and fecal samples.
. o s .. [Omega-6 fatty] Found in bacterial culture
€S 11,14aEC|i((:josad|en0|c 291.268| 5.54 | 0.79 Yes No No Pr((ag%IGI;/p;;ds acid found in Yes (Propionibacterium acnes)
' human milk and plant samples
C;?:rizg);mc Component off Found in animal samples. In
N-Acetylmuramic Acid |294.119| 0.38 | 0.84 Yes Yes Yes derivatives bacterial cell Yes humans, found in caecum
walls and fecal samples.

(4.08%)




Found in fungal and

(;?:Egsglc;c Tyrosyland bacterial cultures
Tyr-Leu (Tyrosylleucine) 295.165| 2.71 | 0.97 Yes Yes Yes derivatives leucine Yes (Prevotella nigrescens
o dipeptide CC14M). Also found in
(31.25%)
human feces
Phenylalanine Found in bacterial cultures
Phe-Met and (Bacteroides stercoris
(Phenylalanylmethionine) 297.1261 2.18 | 0.93 es es No methionine Yes CC31F, Prevotella bivia,
dipeptide etc.).
Found in animal and
bacterial culture samples
(Staphylococcus aureus,
Isoleucine, Bactgfcf;[gg: Is?ee?c%?:r: I;etc)
lle-Gly-lle glycine, and - P
. . (302.205( 3.04 | 0.94 Yes Yes No - : : No Also found in human
(Isoleucylglycylisoleucine Its}?;:z;(t:ilg]: samples collected from

different body parts
(duodenum, jejunum, urine,

ileum, colon, saliva,

stomach, fecal, etc.)




Found in fungal culture,
food, and animal samples.

Valine and .
Val-Trp (Valyltryptophan)| 304.167| 3.02 | 0.97 Yes Yes No - tryptophan Yes Also found in human
dipeptide jejunum,stpmach,
duodenum, vagina, spleen,
ileum, and fecal samples
Found in animal samples.
Carboxylic Potential Small percentage also found
Fructoselysine 309.164| 031 | 0.85 Yes No No aC|.ds and blpmarker fpr No (found in | in food ga(nples. Fqund in
derivatives [milk and milk blood) human jejunum, kidney,
(4.08%) products ileum, fecal, and blood
samples
Human
. . metabolite Found in environmental and
N-Palmitoylglycine 314.27 | 7.34 | 0.86 Yes No No - with fatty acid No animal samples,
group
Found in bacterial cultures
(Bacteroides stercoris
Isoleucine and CC31F, Selenomonas
lle-Trp 318.167| 2.27 | 0.97 | Yes Yes Yes ; tryptophan Yes noxia, etc.). Small
(Iseoleucyltryptophan) dipeptide percentage also in animal

and fungal cultures. Also
found in human intestinal
samples




Lithocholic acid 323.273| 6.84 | 0.97 Yes Yes Yes PEE?OHL%SS nglzna%ailgy Yes Found in human feces.
. Found in bacterial cultures
Enl;eE[)igzl.m No (found in (Parabacteroides
Leucine enkephalin | 336.192| 3.22 | 0.77 Yes Yes Yes - Pr%d%ced’in blood goldsteinii CC87F,
brain ) Parabacteroides merdae,
etc.)
Found in human colon,
upper digestive tract, liver,
and fecal samples. Also
13-Docosenamide, (Z)- . found in bacterial cultures
(Erucamide) 338.342| 9.19 | 0.83 Yes Yes Yes - Fatty amide No (Peptostreptococcus sp.
CC14N, Bifidobacterium
longum subsp. longum 44B
etc.) and fungal cultures
Phe-Trp 352.166| 3.28 | 096 | Y Yes N I k. e B Found in fungal cultures
(Phenylalanyltryptophan) ' ' ' es ° dip)elgti%pe S (species not specified)
Found in animal and
Isoleucine, bacterial culture samples.
lle-Val-Lys valine, and Also found in human
(Isoleucylvalyllysine) 359.266| 0.60 | 0.91 Yes es es ) lysine No jejunum, duodenum, ileum,
tripeptide caecum, colon, vaginal, and

fecal samples




Animal sterol
Cholesterol 369.352| 10.50 | 0.97 | Yes Yes Yes ] from body Yes Found in plant and
tissues and environmental samples.
plasma
Predominantly found in
(R)-4- bacterial cultures
((3R,5S,8R,95,10S,13R,1 . (Bacteroides caccae,
4S,17R)-3-hydroxy- Stesrt%'rd OS ignd Bacteroides
10,13-dimethyl-7,12- |405.264| 4.81 | 0.92 Yes Yes No derivatives NA No ovatus,Clostridium
dioxohexadecahydro-1H- (46.15%) orbiscindens, etc.). Also
cyclopenta[a]phenanthre 970 found in mouse and
n-17-yl)pentanoic acid human digestive tract and
fecal samples.
Found in animal samples
Steroids and (rats and humans). Also
Glycoursodeoxycholic steroid Secondary found in human blood
acid 414.301) 501 ) 0.9 Yes es No derivatives bile acid Yes plasma, blood serum,
(36.719%0) urine, skin, and fecal
samples.
Steroids and Bile acid Found in human Gl tract
o steroid |de ac(lj : v and feces. Associated with
Cholic acid 426.318| 5.19 | 0.98 Yes Yes Yes derivatives proli\ljgi in es urban samples. Also
(8%0) found in bacterial cultures




6R)-2-(hydroxymethyl)-6-
(3R,5R,7R,8R,9S,10S,12
S,13R,14S,17R)-3,7,12-

Steroids and

_ trinydroxy-10,13- 431.318| 5.25 | 0.86 Yes Yes No st_eroi_d NA No Found in human feces (<18
dimethylhexadecahydro- derivatives years old)
1H- (6.12%)
cyclopenta[a]phenanthren-
17-yl)heptanoic acid
Found in fungal culture,
Plant food, plant, environment,
Oleanolic acid 439.359| 7.62 | 0.92 Yes No No - metabolite Yes and beverage samples. In
humans, found in caecum
and fecal samples.
Found in bacterial culture
el o
Glycocholicacid 466.32 | 4.69 | 0.96 Yes Yes No st_er0|_d Se(_:onda_lry Yes etc.) and food samples. In
derivatives | bile acid humans. found in urine
(13.04%) ’ ’

jejunum, digestive tract,
and fecal samples.




Derived from

plant
metabolite; No (found in Found in human feces
Enoxolone 471.347]| 6.92 | 0.86 Yes No No - Commonly blood) (largely individuals <18
used as years) and fungal cultures
artificial
sweetener
Bile pigment
e i produced Found in upper digestive
Bilirubin 585.272| 8.90 | 0.95 Yes Yes No during heme Yes tract and feces of humans.
breakdown
Responsible
s for yellow Found in urban human
Urobilin 591.318| 4.07 | 0.96 Yes Yes Yes - coloring of Yes colon and fecal samples.
urine
Tetrapyrrole§ Responsible
Stercobilin 595.349| 4.05 | 0.94 | Yes Yes No and | forbrown |\ o aijaple | FoUNdin human fecal
derivatives | coloring of samples.
(53.85%) feces




