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Metabolites Detected in UMR or HRAM - cont'd.

phenylalanine
phenylalanylaspartate
phenylalanylglutamate
phenylalanylglycine
phenylalanylleucine
phenylalanylmethionine
phenylalanylphenylalanine
phenylalanylserine
phenylalanyltryptophan
phenylalanylvaline
phenylcarnitine™
phenyllactate (PLA)
phenylpyruvate
p-hydroxybenzaldehyde
pipecolate

piperine
pivaloylcarnitine
pregnanediol-3-glucuronide
pregnanolone-sulfate
pregnen-diol-disulfate*
pregnenolone-sulfate
pregn-steroid-monosulfate**
pro-hydroxy-pro

proline

prolylglycine
prolylphenylalanine
propionylcarnitine
propionylglycine
pseudouridine
pyridoxate
pyroglutamine*
pyroglutamylglutamine
pyroglutamylglycine
pyroglutamylvaline
quinate

ranitidine

riboflavin (Vitamin B2)
saccharin
s-adenosylhomocysteine (SAH)
salicylate
salicyluric-glucuronide™
s-allyloysteine

sebacate (decanedioate)
serine

serotonin (SHT)
serylleucine
serylphenyalanine
seryltyrosine
s-methylcysteine
solanidine

sphinganine
sphingosine

stachydrine

stearamide

stearate (18:0)
stearidonate (18:4n3)
stearoylcarnitine
suberate (octanedioate)
succinate
succinylcarnitine®
sucrose
symmetric-dimethylarginine (SOMA)
taurine
taurochenodeoxycholate
taurocholate
taurocholenate-sulfate™
taurodeoxycholate
taurolithocholate-3-sulfate
tauroursodeoxycholate
testosterone
tetradecanedioate
tetramisole

SMILES - cont'd.
NC(c(0)=0)cc1=ce=ce=C1
0=C(CC(NC(C{CC1=CC=CC=CIN)=0)C(0)=0)0
10=C{C(CCC(0)=0)NC(C(CC1=CC=CC=CIIN)=0)0
0=C(CNC(C(CC1=CC=CC=CTN)=0)0
10=C{C(CC(C)C)NC(C(CC1=CC=CE=C1)N)=0)0
OC(C(NC(C(CC1=CC=CC=CT)N)=0)CCST)=0
NIC@H](C(NIC@H](C(0)=0)CC1=CC=CC=C1)=0)CC2=CC=CC=C2
0=C(C(CO)NC(C(CC1=CC=CC=CIN)=0)0
0C(C(CC1=CNC2=C1C=CC=C2)NC{C(CC3=CC=CC=C3)N)=0) =0
0=C(C(C(C)C)NC(C(CC1=CC=CC=CI)N)=0)0
‘0=c{c1=Ce=Ce=C1)oc(CIN+(C)(C))eC([0-1)=0
0c(C(0)=0)cC1=Ce=Ce=CL

0=C(C(0)=0)cC1=CC=CC=CL

‘oc1=ce=c(c(H])=0)c=c1

oc(Ic@HIINCCCE)=0
(0=C(N1CCCCC1)/C=C/C=C/C2=CC(O0CO3)=C3C=C2
[0-1C(CC(CINAI(C)(€)C)OC(C(C)(€)C)=0)=0

[HIc@I12CCIC@I3(ICR@I4(CCICR]([C@@HI(0)C) ([CR14(CCICR@I3([CRIL(CCIC@@H](OIC@@HISOIC@HI([C@](0)=0) [C@HI(IC@@H](IC@HIS0)0)0) C2)C)IHI)C) IHI)IHI) [H]

CIC@@112C(CCC2C(C)=0)CACCIC@IA(HI)CIC@HI(0S(=0) (0)=0)CCIC@14(C)C3cCT
CIC@@]12C(CCCaCACCIC@@]4(C)C3ICCCAC(0S(=0)(0)=0)C)=CC{0S(=0) (0)=0)CCL

clc@l12cc[c@H](0s(=0)(0)=0)cc1=CClc@@I3([H]) [C@J4([H])cCIC@HI([C@](C)=O)[C@](C)accic@]23[H]
CC(CICCE2C3CCCACC(0S(0)(=0)=0)CCCA(C3ECC1C)CJ=0

OC(IC@HIIN(C(IC@HIZNCCC2)=0)CC(0)C1)=0

oc(ciceen1)=0

0=[C@](IC@HIINCCC1)NCC(0)=0

0=C(CINCCCI)NC(CC2=CC=CC=C2)C(0)=0

[0-1C(CE{OC(CC)=O)CIN+(C)(C)C)=0

0=C(CCINCC(0)=0

OIC@I([HI)[C@@](O)([HI)[C@](CO)([HI)OlC@I1(C2=CNC(NC2=0)=O) [H]

0C1=C(C(0)=0)C(CO)=CN=CIC

O=C(CCCININCI=0

O=CINIC@H](C(NIC@@H](CCC(N)=0)C(0)=0)=0)CCL

0=C(NCC(0)=0) [C@@HIICCC(N1)=0

O=CICCIC@@HI(C(NIC@@H(C(C)C)C(0)=0)=0)N1

0ICEEIL(IC@(0)(CICR@](C(0)=0)(CIC@I1{O)HI)O)IHI)IH

[0-J[N+](/C=C{NC)/NCCSCC1=CC=C(CN(C)C)01)=0

0C(C(0)C(0)CO)ENIC(C=C2C)=C(C=C2C)N=C(C(N3)=0) CI=NC3=0

0=5(C1=CC=CC=C1C2=0)(N2)=0

'OC1C(N2C=NC3=C2N=CN=C3N)OC(CSCCC(N)C(0)=0)C10

oc1=c(c(0)=0)c=ce=C1

0C1=CC=CC=CIC(NEE(0C2C(0)C(0)C(0)C(C(0)=0)02)=0)=0

0C(C(CSCE=C)N)=0

oc(ceceeeeec(0)=0)=0

OC([C@@HI(N)CO)=0

NCCCI=CNC(C=C2)=C1C=C20

NC(C(NC(C(0)=0)cC(C)c)=0)cO

0CC(C(NC(C{0)=0)cC1=CC=CC=C1)=0)N

0=C(C(CC1=CC=C(0)C=C)NC(C(CO)N)=0)0

OC([C@H](CSCIN)=0
olc@H](crjccice@l2(c)ci=cClc@I3([H]) [C@I2([H])cCIc@@l4(C) [Ce@I3([HI) CIC@@IS([H]) [C@I4([H]) [C@HI(C) [C@I6([HINSCIC@@H](C) CCo
ccececeeceeeecec(c(co)N)o

ccceeceeceeec/c=C/c(C(Co)N)o

cINH1(C)Ic@H]([c@@]([0-])=0)ccct

Nc{ceeeeeeeeeeeeeeec)=o

cceecceeeeeeeeeeec(0)=0

C0\C=C/\C=C/C\C=C/C\C=C/CCCC(0)=0

[0-]C(CIC@@H](OC(CECCCCEeeaeeeeeee)=0)cIN+(C)(C)c)=0

oc(ceceeec(0)=0)=0

oc(cec(0)=0)=0

[0-]C(CC(CINI(C)(€)C)OC(CCC(0)=0)=0)=0
OCIC@RIL(OIC@R@HI2IC@@H]([C@H([C@@H]([C@H](02)C0)0)0)O) [C@HI (ICR@H]ICR@H](C0)01)0)0

NIC@@H](CCCN/C(NC)=N/C)C(0)=0

NCCS(=0)(0)=0
clceel2Icee)([H)(cCICe@]2([CR@H](CCC(NCCS(0)(=0)=0)=0)C)H]) [C@@](ICR@HI(CIC@I3([H])CIC@H] (0)Cca)O) [H]) [C@]([C@134C) ([HI)cCL
clc@el12Ic@@)([HI)(CCIC@]2(H]) [C@@H](CCCNCCS(0)(=0)=0)=0)C)[c@@]([C@H](O)cIC@@13([H] [C@ @14(CCIc@@H](0)C3)C) [HI)[C@@14([HI) CIC@@HI10
10=5(0C1CCC2(C)C(CECIC2CC0H(C) CBECCAC(CCC(NCES(=0)(0)=0)=0)C)=C1)(0)=0

clcee@l12Ic@@)([H])(CCIC@I2(H]) [C@@H(CCCNCCS(0)(=0)=0)=0)C)[c@@](cClc@@I3([HI) [c@@]4(cCIC@@HI (0)C3)C) ([HI) [C@@I4([HI Clc@@H] 10
cc@el(Ic@l([c@@](cCl)([H) [C@@I2[H)[C@](CC3)(C)[C@I1(IH])CIC@@HI30S(=0)(0)=0) (CC4)[HI)(CC2) [C@14([HI) [C@H](C)CCCNCCS(0) (=0)=0)=0
0=C(NCCS(=0)(0)=0)CCIC@@H](C)CICCIC@@]2([H]) [C@I3([H] [C@@H](O)ccacIC@H](O)cClc@l4(C) [C@@l3([H] celc@@]21c
0C1CCC(C2CEC3=C0A=0)CA(CCC2C3(CCa)C)C

‘o=c(o)cccecceeeeeec(0)=0

C12=NC{C3=CC=CC=C3)CN1CCS2
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Metabolites Detected in UMR or HRAM - cont'd.

theobromine
theophylline

threonine
threonylleucine
threonylphenylalanine
thromboxane-82
thymol-sulfate®
tigloylglycine
tiglylcaritine
trans-4-hydroxyproline
trans-urocanate
trigonelline (N-methylnicotinate)
trimethylamine-N-oxide
tryptophan

tryptophan betaine
tryptophylasparagine
tryptophylglutamate
tryptophylphenylalanine
tyrosine
tyrosylglutamate
undecanoate (11:0)
uracil

urate

urea

uridine

urobilinogen

valerate

valerylcarnitine

valine

valylaspartate
valylglutamine
valylglycine
valylhistidine
valylleucine

vanillin
vanillylmandelate (VMA)
xanthine

xanthosine
xanthurenate

SMILES - cont'd.
CNIC=NC(N(C(N2)=0)C)=C1C2=0
0=C[N1C)CN=CN2)=C2N(C)C1=0
NIC@HI(C(0)=0)[C@HI(0)C
0=C(C(c(C)O)N)NC(cc(c)c)c(0)=0
NIC@@H](C(C)O)C(NIC@@H](CC1=CC=Ce=C1)C(0)=0)=0
0C(01)CIC@HI(O)[C@HI(C/C=C\CCCC(0)=0) [C@HI1/C=C/[C@@H(0)CCCee
cc(C)c1=Ce=c(C)e=C108(=0)(0)=0
‘o=c(o)eNC(/c(c)=c/C)=0
[0-Ic(Ce(CINAI(C)(€)C)OCl/C(C)=C/C)=0)=0
OIC@@HIICIC@E@H(C(0)=0)NCL
0=C(0)/C=C/C1=CNC=N1

CIN#I1=CC(C([0-])=0)=CC=C1

CINH(C)(o-I)e

0=C(0)[C@@H](N)CCI=CNC2=CIC=CC=C2

0=C([0-]) [C@@HI(IN@+](C)(€)C)cCI=CNC2=Clc=Ce=C2
NC(C(NC(CC(N)=0)C(0)=0)=0)CC1=CNC2=CC=CC=C21
10=C(C(CCC(0)=0)NC(C(CCI=CNC2=CIC=CC=C2)N)=0)0
0=C{C(CC1=CC=CC=C1)NC(C(CC2=CNC3=C2C=CC=C3N)=0)0
NIC@@H](CC1=CC=C(0)C=C1)C(0)=0
0C1=CC=C(CC(C(NC(C(0)=0)CCC(0)=0)=O)N)C=CL
‘o=c(ojccccccceee

0=C[NC=C1)NC1=0

O=CINC(NC(NC2=0)=0)=C2N1

o=C(N)N

'0C1C(N(C=CC2=0)C(N2)=0)0C(CO)C10

CC1=C(CC(NC2=0)C(CC)=C2C)NC(CC3=C(CCC(0)=0) C(C)=C(CC(NCA=0) C(C)=CACC)N3)=CICCC(0) =0

oc(ceec)=0
[0-1C(CC{CIN+(C)(C)C)OC(CCCC)=0)=0
NIC@H](C(0)=0)c(C)C
0=C(C(C(C)C)NINC(CC(0)=0)C(0)=0
0=C(C(C(C)C)NINC(CCC(N)=0)C(0)=0
0=C(C(C(C)CININCC(0)=0
OC(C{NC(C(C(C)C)N)=0) CCI=CNC=N1)=0
0=C(C(C(C)CININC(CC(C)C)C(0)=0
COCI=CC(C([HI)=0)=CC=C10
0C(C(0)=0)C1=CC=C(0)C(OC)=CL
O=C(N1)C(N=CN2)=C2NC1=0

(OC1=C(N=CN2[C@@I3([H])[C@@](O)([H]) [C@@](O)([H])[C@](CO)([H])O3)C2=NC(O)=N1

0C1=C2C(C(0)=CC{C(0)=0)=N2)=CC=C1
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Metabolites Detected in UMR or HRAM - cont'd.
2-hydroxyacetaminophen-sulfate**
2-hydroxybutyrate (AHB)
2-hydroxydecanoic acid
2-hydroxyhippurate (salicylurate)
2-hydroxyibuprofen

2-hydroxyoctanoate

2-hydroxypalmitate
2-hydroxyphenylacetate
2-hydroxystearate
noleoylglycerophosphocholine™
noleoylglycerophosphoethanolamine™
2-methoxyacetaminophen-sulfate®
2-methylbutyrylcarnitine (Cs)
2-methylmalonylcaritine
2-myristoylglycerophosphocholine™
2-oleoylglycerophosphocholine*
2oleoylglycerophosphoethanolamine™
2-oxindole-3-acetate
2-palmitoleoylglycerophosphocholine*
2-palmitoylglycerophosphocholine*
2-palmitoylglycerophosphoethanolamine™
2-piperidinone
2stearoylglycerophosphocholine™

2 stearoylglycerophosphoethanolamine™
2-stearoylglycerophosphoinositol*
3-(a-hydroxyphenyl)lactate
3-(3-hydroxyphenyl)propionate
3-(a-hydroxyphenyl)-propionate
3,7-dimethylurate

3-carboxy-4-methyl-5-propyl-2-furanpropanoate (CMPF)

3-cystein-5-yl-acetaminophen*
3-dehydrocarnitine®
3-ethylphenylsulfate®
3-hydroxy-2-ethylpropionate
3-hydroxybutyrate (BHBA)
3-hydroxycotinine-glucuronide
3-hydroxydecanoate

3-hydroxyhippurate

3-hydroxyisobutyrate

3-hydroxyoctanoate

3-hydroxysebacate

3-indoxyl-sulfate

3-methoxytyrosine
3-methyl-2-oxobutyrate
3-methyl-2-oxovalerate
3-methyl-catechol-sulfate-1
3-methyl-catechol-sulfate-2*
3-methylglutarylcarnitine (C6)°
3-methylhistidine

3-methylxanthine
3-N-acetyl-L-cystein-S-yl-acetaminophen®
3-phenylpropionate (hydrocinnamate)
3-ureidopropionate
4-acetamidobutanoate
4-acetamidophenol
4-acetaminophen-sulfate®

a-acetylphenol sulfate
4-androsten-3alpha-17alpha-diol-monosulfate-2*
4-androsten-3alpha-17alpha-diol-monosulfate-3*
4-androsten-3beta-17beta-diol-disulfate-1
4-androsten-3beta-17beta-diol-disulfate-2*

4-ethylphenylsulfate®
4-guanidinobutanoate
a-hydroxycoumarin
a-hydroxyhippurate
a-hydroxyphenylacetate
a-hydroxyphenylpyruvate
4-methyl-2-oxopentanoate
4-methylcatechol-sulfate®
4-nitrophenol

SMILES - cont'd.
CC(NC1=C(0)C=C(05(=0) (0)=0)c=C1)=0

CcCIC@HI(0)C(0)=0

oc(c(0)=0)ccccceee

0=C(C1=CC=CC=CIO)NCC(0)=0

oc(c)(C)ce(c=C1)=ce=C1c(C(0)=0)C

‘o=c(c(ccecec)o)o

‘o=c(o)c(o)cccccceeceeeee

oc(cC1=C(0)c=Cce=C1)=0

OC(IC@H(0)CeCeeeeeeeeeeeec)=o
OC[C@H](0C(CCCCCeC/C=C\C/C=C\CCCCC)=0)COP(OCCIN#(C)(C)C)([0-])=0
0=P(0CC(OC(CCCCCCC/C=C\C/C=C\CCCCC)=0)CO)(0)OCCN
CC(NC1=C(0C)c=C(05(=0)(0)=0)C=C1)=0
cee(c)c(oc(cc([0-1)=0)cIN+(C)(C)c)=0
[0-1C(CC{CIN+(C)(C)C)OC(C(C)C(0)=0)=0)=0
OC[C@](OC(CCCCCCCCCCCCC)=0)([H])COP(OCCIN4I(C)(C)C)([0-])=0
'OC[C@H](OC(CCCCCCC/C=C\CCCCCCCC)=0)COP(OCCIN+](C)(C)C)([0-1)=0
OCIC@@H](OC(CCCCCCC\C=C/CCCCCCCC)=0)COP(OCCINH3H)([0-])=0
0=C(NC1=C2C=CC=C1)C2CC(0)=0
OC[C@](OC(CCCCCCCC/C=C\CCCCC)=0)([H])COP(OCCIN+](C)(C)C)([O-])=0
ooc[c@l(oc(ccccccccccceeec)=0)([H])CoP(OCCIN#(C)(C)C)([0-]1)=0
OCIC@@H](OC(CCCCCEEeeaeeeee)=0)CoP(OCCINHEH)([0-1)=0
o=c1cceent
OC[C@H](OC(CCCCCCCCCCCCCCCCC)=0)COP(OCCIN4(C)(C)C)([0-])=0
OCIC@@H](OC(CCCCCCECCaEeeeaet)=0)coP(OCCINK3H)([0-1)=0

[HIC(C(O)(C(O)(IC@](O)1IHI)[H])[H])([C@@](OP(O)(O[C@](COC(CCCCCCCCeeeeeeece)=0)(CO)HI)=0)([C@IL(O)HI)HI)o

0c(c(o)=0)cci=ce=c(0)c=Cl
0=C(CCC1=CC(0)=CC=C1)0
OC1=CC=C(CCC(0)=0)c=CT
CNIC(NC(C(N2C)=CINC2=0)=0)=0
CCec1=C(C)c(C(0)=0)=C(CCC(0)=0)01
CC(NC1=CC=C(0)C(SCC(C(0)=0)N)=C1)=0
CIN+(C)(C)CC(CC([0-1)=0)=0
0=5(0C1=CC(CC)=CC=C1)(0)=0
o=c(o)c(cc)co

cc(ojee(0)=0

CN(C1=0)[C@@H](CIC@H]10[C@@H]20[C@H](C(0)=0)[C@@H](O)[C@H](O) [C@H]20)C3=CN=CC=C3

oc(cc(o)=0)cceceee
0=C(C1=CC=CC(0)=C1NCC(0)=0

cc(c(o)=0)co

oc(cc(o)=)ccece

oc(ce(o)ceeeeec(0)=0)=0

0=5(0C2=CNC1=CC=CC=C12)(0)=0
COC1=C(0)C=CC(CIC@@H(C(0)=0)N)=CL

oc(c(c(e)c)=0)=0

cce(o)c(c(0)=0)=0

OC1=C(C)C=CC=C105(0)(=0)=0

0C1=C(05(=0)(0)=0)c(C)=CC=CL
[0-1C(CC{CIN+(C)(C)C)OC(CC(C)CC(0)=0)=0)=0
NIC@HI(C(0)=0)CCI=CN=CNIC

O=CIN(C)C2=C(N=CN2)C(N1)=0
0=C(C)NC1=CC(SCIC@@HI(C(0)=0)NC(C)=0)=C(0)c=C1
oc(cee1=ce=Ce=C1)=0

OC(CCNC(N)=0)=0

cc(NCeee(0)=0)=0

OC1=CC=C(NC(C)=0)c=CL

CC(NC1=CC=C(05(=0)(0)=0)C=C1)=0
0=5(0C1=CC=C(C(C)=0)C=C1)(0)=0
OIC@@HIICCCACICCCA=CIC@H](05(=0)(0)=0)cCIC@I4(C)c3cCIC@@]21C
OlC@@HIICCCacICCea=Ce(08(=0)(0)=0)cClc@l4(C)caccice@]2ic

CIC@@]12C(CCC3C2CCICR@]4(C)CICCIC@@HIA0S(=0)(0)=0)=CIC@@H](0S(=0)(0)=0)cC1

0=5(0C1=CC=C(CC)C=C1)(0)=0
N=C[NJNCCCC(0)=0
OC(C1=CC=CC=C102)=CC2=0
0=C(NCC(0)=0)C1=CC=C(0)c=C1
oc(cC1=Ce=C(C=C1)0)=0
OC1=CC=C(CC(C(0)=0)=0)c=C1
ce()ec(c(o)=0)=0
OC1=CC(C)=CC=C105(0)(=0)=0
OC1=CC=C{[N+]([OH4-])=0)C=C1




image2.tiff
Metabolites Detected in UMR or HRAM - cont'd. SMILES - cont'd.

4-vinylphenol sulfate® 0=5(0C1=CC=C(C=C)C=C1)(0)=0
5,6-dihydrothymine O=C(NCCICINC1=0
5,6-dihydrouracil 0=C(CCNIINCI=0
5-acetylamino-6-amino-3-methyluracil O=C{NC(N}=CINC(C)=O)N(C)C1=0

5-acetylamino-6-formylamino-3-methyluracil
5alpha-androstan-3alpha-17beta-diol-disulfate®
Salpha-androstan-3alpha-17beta-
Salpha-androstan-3beta-17alpha-
5alpha-androstan-3beta-17beta-diol-disulfate®
5alpha-androstan-3beta-17beta-diol-monosulfate-2°*
Salpha-pregnan-3alpha-20beta-diol-disulfate-1°

0=C(NC(NC=0)=CINC(C)=0)N(C)C1=0
clc@@N2C@](CCCacaCClC@@IA(C)C3CCIC@@HI405(=0)(0)=0) [HI)CIC@H](05(=0)(0)=0)cCL
CIC@@]121C@](CCC3C2CCICR@IA(C)C3CCIC@@HI40) [HI)CIC@H)(0S(=0) (0)=0)cct
0=5(0[C@@H]1CCC2CICCIC@@]4([H])CIC@@H](05(=0) (0)=0) CCIC@]4(C)CICCIC@@]210)(0)=0
clc@@N2IC@](CCeacacClC@@IA(C)C3CCIC@@H1405(=0)(0)=0) ([HI)CIC@@H](05(=0)(0)=0)cCL
OIC@HILCCIC@@]2(C) (@] (CCCIC2CCIC@@]4(C)CICCIC@@HIA0S(=0)(0)=0)([HI)CL
CIC@@I121C@)(CCC3C2CCIC@@)A(C)CICCCAC(C)05(=0) (0)=0) IH)CIC@HI(05(=0) (0)=0)ccL

Salpha-pregnan-3beta-20alpha isulfate® clc@@I121C@](CCCacacClc@@I4(C)C3cCcac(05(=0)(0)=0)C) [HI)CIC@@H)(0S(=0) (0)=0)cct
5alpha-pregnan-3beta-20alpha-diol-monsulfate-2* CICE@]12[C@](CCC3C2CCIC@@]4(C)CICCCA[C@](C)([H])O)([H])CIC@@H](05(=0)(0)=0)cCL
5-dodecenoate (12:1n7) cceeec\c=c/cecc(o)=0

S-HETE oc(ceec(0)/c=c/c=C\c/c=C\c/c=C\ceecc)=0

5-hydroxyhexanoate cc(o)cecc(0)=0

5-hydroxyindoleacetate 0C1=CC=C(NC=C2CC(0)=0)C2=C1

5-hydroxymethyl-2-furoic acid ‘o=c(c1=Cc=C(C0)01)0

5-methyluridine (ribothymidine)
s-oxoproline
6-oxopiperidine-2-carboxylic acid

7-alpha-hydroxy-3-oxo-4-cholestenoate (7-Hoca)

7-methylguanine
7-methylurate
7-methylxanthine
&-hydroxyoctanoate
9-10-hydroxyoctadec-12-Z-enoic acid
acetylcarnitine

acisoga

adenine

adrenate (22:4n6)
ADSGEGDFXAEGGGVR™
alanylleucine

alliin

alpha-CEHC-glucuronide™
alpha-glutamylglutamate
alpha-hydroxyisocaproate
alpha-hydroxyisovalerate
alpha-ketobutyrate
andro-steroid-monosulfate-1**
andro-steroid-monosulfate-2*"
androsterone sulfate
arachidate (20:0)

arachidonate (20:4n6)

arginine

asparagine

asparagylleucine

aspartate

aspartylleucine
aspartylphenylalanine
assymetric-dimethylarginine (ADMA)
azelate (nonanedioate)
benzoate

benzoylecgonine
beta-hydroxyisovalerate
betaine

bilirubin*(E-E)
bilirubin*(E-Z-or-Z-£)
bilirubin*(2.2)

biliverdin

bradykinin (des-args)
butyrylcarnitine

butyrylglycine

caffeine

caprate (10:0)

caproate (6:0)

caprylate (8:0)
carboxyibuprofen

carnitine

catechol-sulfate®

OIC@@HILIC@H](0)[C@@HI(CO)OIC@HIIN(C=C2C)C(NC2=0)=0
o=C1CClC@@HI([C@@](0)=0)N1

oc(c1cCec(N)=0)=0
0=C(C(CCCIC@H([C@HILCCIC@HI2IC@HIIC@@HI([C@1A(C)C(CIC@HI30)=CC(CCa)=0)cec@@]21C))c)O.
0=C1C{N2C)=C(N=C2)N=C(N)N1

ON(C1=C(N2)NC(NC1=0)=0)C2=0

0C1=C(N2C)C(N=C2)=NC{0)=N1

occecceec(0)=0

cccee/e=c\ec(cleceeceec(0)=0)0)0

CIN+(C)(C)CIC@HI(OC(C)=0)CC{[0-1)=0

O=CIN(CCON(H])c(C)=0)ccCL

NCI=NC=NC2=CIN=CN2

‘o=c(ccecc/e=c/c/c=c/c/c=c/c/c=c/cecee)0

0=C(NC(CC(C)C)CNC(C)CNC(CCC(0)=0) CNCCNCCNCC(NC(C(C)C)CNC(CCENC(N)=N)C(0)=0)=0)=0)=0)=0)=0}=0) =0) C(CC1=CC=CC=C1)NC{C(CC{O) =0) NC{CNC(C(CCC(0) =0) NC{CNC(C(CO)NC(C(CC(0) =0)NC(C(C)N)=0)=0)=0)=0)=0)=0)=0

NC(C)C(NC(CC(C)C)C(0)=0)=0
C=CCS(CIC@HI(N)C(0)=0)=0
0C(C1C(0)C(0)C(0)C{OC2=C(C)C(C)=C(OC(C)(CCC(0)=0)CC3)C3=C2C)01)=0
NIC@H(C(NIC@@HI(CCC(0)=0)C(0)=0)=0)CCC(0)=0

oc(c(ee(c)c)o)=0

oc(c(o)=o)c(c)c

oc(c(cc)=0)=0

CIC@IN(IC@(CC2)([HI)C@I3(IHI) CCIC@@IA(IHI)CIC@HI(05(=0) (0)=0)CCIC@14(C) [C@@I3([H)CC1)C2=0
CCCCECCEEEeeaeeeeeee(o)=0

C00ee/e=C\C/e=C\C/c=C\C/C=C\CCeo(0)=0

N=C(N)NCCCC(N)C(0)=0

NC(CIC@H](N)C(0)=0)=0

0=C(0)C(NC(C(N)CC(N)=0)=0)cC(c)C

NC(C(0)=0)cC(0)=0

0C(C(CE(C)CINC(C(CC(0)=0)N)=0)=0

0=C(NIC@@H](CC1=CC=CC=C1)C(0)=0) [C@@HI(N)CC(0)=0

NIC@@H](CCNC(N(C)C)=N)C(0)=0

‘o=c(ojcceeccec(0)=0

oc(c1=ce=ce=C1)=0

0=C(O[C@HI1CC2CCC(N2C)[C@HIIC@@](0)=0)Ca=Ce=CC=Ca

cc(e)()ce(o)=0

o=c(cIN+I(C)(C)c)io]

CC(C(N/1)=0)=C(C=C)C1=C/C2=C(C) C(CCC(0)=0)=C(CC3=C(CCC(0)=0)C(C)=C{/C=CANC(C(C=C)=C\AC)=O)N3)N2
CC(C(N/1)=0)=C(C=C)C1=C/C2=C(C) C(CCC(0)=0)=C(CC3=C(CCC(0)=0)C(C)=C{/C=CANC(C(C=C)=C/4C)=O)N3N2
CC(C(N\1)=0)=C(C=C)C1=C/C2=C(C) C(CCC(0)=0)=C(CC3=C(CCC(0)=0)C(C)=C{/C=CANC(C(C=C)=C/4C)=O)N3N2
CC1=C(/C=C(N2)/C(C=C)=C(C)C2=0) NC(/C=C3C(CCC(0)=0)=C(C)C{/C=C(NA)\C(C)=C(C=C)C4=0)=N\3}=C1CCC(0)=0

O=C(NIC@H](C(NIC@H](C(N[C@H](C(N[C@H](C(0)=0) CC2=CC=CC=C2)=0)CCC1)=0)CO)=0) CC3=CC=CC=C3)CNC([C@HIAN(C(IC@HISN(C(IC@H](CCCNC(N)=N)N)=0)CCC5)=0)CCCa)=0

‘ccec(Olc@H(CC(10-1)=0)CINI(C)(C)C)=0
o=C(CNC(CCC)=0)0
0=C(N(C)C1=CIN(C)C=N1N(C)C2=0
cceeeccecc(o)=0

cceeec(o)=0

cceeecce(0)=0
0C(C{CC1=Ce=C(C(C{0)=0)C)C=C1)C)=0
[0-]C(CIC@@HI(0)CIN+I(C)(C)C)=0
0=5(0C1=C(0)C=CC=C1)(0)=0
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C-glycosyltryptophan*
chenodeoxycholate

cholate

choline

cinnamoylglycine
cis-4-decenoylcarnitine

citrate

citrulline

corticosterone

cortisol

cortisone

cotinine

cotinine-N-oxide

creatine

creatinine

oyclo (leu-pro)

cyclo (gly-pro)

oytidine

decanoylcamitine
dehydroisoandrosterone sulfate (DHEA-S)
deoxycarnitine

deoxycholate
desmethylnaproxen-sulfate®
dexpanthenol

dihomo-linoleate (20:2n6)
dihomo-linolenate (20:3n3 or né)
dihydroferulic acid
dimethylarginine (ADMA + SOMA)
dimethylglycine

docosadienoate (22:2n6)
docosahexaenoate (DHA; 22:6n3)
docosapentaenoate (n3-DPA; 22:5n3)
docosapentaenoate (n6-DPA; 22:5n6)
docosatrienoate (22:3n3)
dodecanedioate
DSGEGDFXAEGGGVR™

ectoine

eicosapentaenoate (EPA; 20:5n3)
eicosencate (20:1n9 or 11)
epiandrosterone sulfate
equol-sulfate

ergothioneine

erucate (22:1n9)
erythro-sphingosine-1-phosphate
estrone-3-sulfate
ethyl-glucuronide

flavin adenine dinucleotide (FAD+)
gamma-CEHC
gamma-CEHC-glucuronide*
gamma-glutamylalanine
gamma-glutamylglutamate
gamma-glutamylglutamine
gamma-glutamylisoleucine™
gamma-glutamylleucine
gamma-glutamyllysine
gamma-glutamylmethionine
gamma-glutamylphenylalanine
gamma-glutamylthreonine*
gamma-glutamyltryptophan
gamma-glutamyltyrosine
gamma-glutamylvaline
gentisate

glutamate

glutamine

glutamine-leucine

glutarate (pentanedioate)
glutarylcarnitine (C5)
glycerophosphorylcholine (GPC)
glycochenodeoxycholate
glycocholate
glycocholenate-sulfate™
glycodeoxycholate

SMILES - cont'd.
0=C(0)C(N)CC1=C(C2C(0)C(0)C(0)C(CO) 02NC3=CIC=CC=CE

clc@li2ccic@I3([H]) [C@@)4(C)cCIC@@H](0)cIc@@14(H])CIC@@H] () [c@@I3([H) [C@IL([H]) Ceic@@12(C(CCc(0)=0)C)IH]
OlC@HI1IC@@]2([H)[C@I3([H])CCIC@H]([C@HI(C)CCC(0)=0) [C@@13(C) [C@@H)(0)CIC@]2(H) [C@@14(C)CCIC@@H () ceact
[o-Jccins(c)(c)c

0=C(NCC(0)=0)/C=C/C1=CC=CC=C1

‘0=c{[0-])cc(0c(cc/c=C\cceec)=0)cN+(C)(C)C

0c(CE(CE(0)=0)(0)c(0)=0)=0

NC(C(0)=0)CCCNC(N)=0

CC(C(CC1)=CC2=0)(CC2)C3C1C(CCCAC(CO)=0)CA(C)CC30
olceeli(lceel(co)=o)lcel2(c)(cel(ccl)([H])[ce@l(ccea=Cca=0)([H]) [Cel(IC@@I3(C)cca)([H]) [Ce@H](0)c2
OlCEEIL(IC@E](CO)=0)[C@](C2)(C)[C@](CCL)([HI)[C@@](CCC3=CCa=0) (IH]) [C@IIC@@IB(C)CCA)([HI)C2=0
O=CICCICE@HI([C@12=CN=CC=C2)NIC

O=CIN(C)[C@HI([C@I2=CIN+]([0-])=CC=C2)cct

CN(C(N)=N)CC(0)=0

CN(C(NI)=N)cC1=0

0=C(NIC@H]1CC(C)C)[C@HIZN(CCC2)C1=0

O=C(NC1)[C@HI(CCC2)N2C1=0

OCIC@@HI1[C@H](IC@H]([C@H](N2C(N=C(C=C2)N)=0)01)0)0

[0-1C(CC(CIN#I(C)(€)C) OC(CCCEeeeee)=0)=0
[HIC@@I1(CCIC@12(C)[C@I3(CCC2=0) H]) [C@@IA(C)C{CIC@HI(05(=0) (0)=0)CCA)=CCIC@I13[H]

cINHI(C)(C)cecc(io])=0
ccrziceel(Ic@I3([Hl)ccic@l4(H)CIC@H] (o) celc@la(c) [C@@I3([H]) Clc@@HI20)([HI) cCIC@IL([HT) [C@]([HI)(C)cec(0)=0
CIC@HI(C(0)=0)C1=CC2=CC=C(05(=0) (0)=0)C=C2C=C1

0cC(€)(€)c(0)C(NCCCO)=0

‘o=c(o)cccccccec/c=c\c/c=c\cccce

cc\e=c/e\e=C/C\c=c/ceeeeeeeee(0)=0

‘o=c(ccC1=Ce=C(0)c(0c)=c1)o

NIC@@HI(CCCNC(N(C)C)=N)C(0)=0

oN(O)cc(0)=0

CCCCe/e=C/C/C=C/CEeeeeeeeecc(0)=0

ce\e=c/c\c=c/c\c=c/c/c=c\c/c=c\c/c=c\ccc(o)=0

o=c(o)cecce/e=a\/c=C\c/e=C\c/e=C\c/e=C\ce

0c(CC/=C\C/C=C\C/C=C\C/C=C\C/C=C\CCCCe)=0

‘cc/e=c/c/e=c/c/c=c/ceceeeeeeeec(0)=0

oc(cecceeceeee(0)=0)=0

0=C(NC{CC(C)C)CNC(C)CNC(CCC(0)=0) C(NCCNCCNCC(NC(C(C)C)CNC(CCCNC(N)=N)C(0)=0)=0)=0)=0}=0)=0}=0) =0) C(CC1=CC=CC=C1)NC{C(CC{0) =0) NC{CNC(C(CCC(0) =0)NC{CNC(C(CO)NC(C(CC(0)=0)N)=0)=0)=0)=0)=0)=0

0=[C@](0)[C@H]IN=C(C)NCCL
0=C(0)CCC\C=C/C/C=C\C/C=C\C/C=C\C/C=C\CC

0=C(0)CCCCCCCee/C=C\CCeeeeee

‘0=CICCC2C3CCIC@@IA(HI)CIC@@HI(05(=0) (0)=0)cclc@lé(c)caccice@l2ic
0C1=CC(0C2)=C(C=C1)CC2C3=CC=C(0S(=0)(0)=0)C=C3
S=CINC(CO(C([0-])=0)IN#1(C)(C)C)=CNL

/0C(CCCCCCCCCEC\C=C/CCCCeeee)=0
0P([0-1)(OCIC@@]([H)([C@](0)(/C=C/CCCCCOCCCCCCe) H]) INHEH)=0
cIc@@](CC1)(C2=0) C@I(CC2) [H1)C@@(CC3)([HI)IC@IA[HI)C(C=C4)=C3C=CA0S(0) (<0)=0
OIC@H]([C@H]10) [CR@H([C@@H](IC@)(0)=0)0C10CC)0

0C(C{0)C(0)COP(OP(OCIC@HI10[C@@HI(N(C=N2)C3=C2C(N)=NC=N3) [C@H](O) [C@@H]10)(0)=0)(0) =0)CN(C(C=C{C) C(C}=C4)=CAN=C5C{N6)=0) C5=NC6=0

0C1=C(C)C(C)=C(0C(C)(CCC(0)=0)ce2)ca=CL
0C(C1¢(0)C(0)C(0)C(0C2=C(C)C(C)=C(OC(C) (CCC(0)=0)CE3)c3=C2)01)=0
CIC@HI(NC(CCIC@HI(N)C(0)=0)=0)C(0)=0
0=C(0)C(N)CCC(NC(C(0)=0)CCC(0)=0)=0
0=C(N)CCIC@@HI(C(0)=0)NC(CCIC@@HI(C(0)=0)N)=0
CCC{C)[C@@H(C(0)=0)NC(CCIC@@HI(C(0)=0)N)=0
CC(C)CIC@@H](C(0)=0)NC(CCIC@@H](C(0)=0)N)=0

0=C(0) [C@@HI(N)CCC(NIC@@H](CCCEN)C(0)=0)=0
0=C(0)[C@HI(CCSCINC(CCIC@@H(C(0)=0)N)=0

0=C(0) [C@HI(CC1=CC=CC=CI)NC(CCIC@@HI(C(0)=0)N)=0
CC(0)[C@@HI(C(0)=0)NC(CCIC@@HI(C(O)=0)N)=0.

0=C(0) [C@@HI(N)CCC(NIC@@H(CC1=CNC2=C1C=CC=C2)C(0)=0)=0
0C(C=C1)=CC=CIC[C@@H](C(0)=0)NC(CCIC@@H](C(O0)=0)N)=0
O=C(NICc@H]([c@@](0)=0)c(C)c)cCiC@@H]([C@](0)=O)N
0=c(0)c1=CC(0)=CC=C10

0=C(0)[C@@HI(N)CCC(0)=0

OC([C@@HI(N)CCC(N)=0)=0

0=C(0)C(NC(C(N)CEC(N)=0)=0)cC(c)C

oc(cece(0)=0)=0

[0-1C(CC(CINI(C)(€)C)OC(CCCC(0)=0)=0)=0
©0=P(OCCIN#](C)(C)C)([0-])OCIC@HI(0)co
(0=C(NCC(0)=0)CCIC@@H](C)[C@@H]1C@](CCIC@HI2C@@]3([H]) [C@H](O)CIC@@]4([H])C2(C)CCIC@@H](0)C4) (C) [C@]3([H])CCL

O=C(CNC(CCIC@HI(ICR@HITIC@@]2(C)[C@@H](0)CIC@I3([H]) [C@@14(C)CCIC@@H (0)CIC@@IA(IHI)CIC@@H](0) [C@@I3(IHI)[C@12([H])CC1)C)=0) 0

'0=5(0C1CCC2(C)C(CCCIC2CCCA(C)CICCLAC(CCC(NCE(0)=0)=0)C)=C1)(0)=0

'0=C(NCC(0)=0)CCIC@@H](C)[C@@H]1[C@@]2(C)[C@@H](0)CIC@]3([H])[C@@]4(C)cCIC@@H](0)CIC@@]4([H])CClC@®@]3([H]) [C@@]2(CC1)[H]
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glycohyocholate clceel([ceel(H])Clc@@H]20)(cc2)(c@)(CC3)([H)[C@]([C@H] () [C@ @H10)([H]) [C@@](CC4)([H]) [C@]3(C) [C@HIA[C@H](C)CCCNCC(0)=0)=0
glycolithocholate olceeH(clceli(ccicel([ce@](H])2cc3)([H) [c@l(CCIC@@12(C)[C@I3([H]) [C@@H](CCC(NCC(0)=0)=0)C)afHI) HI)cClc@@l1ac
glycolithocholate-sulfate™ clcelziceel(c@el(lcee@l(cc2)(H])C@)(Cc3)(C)[C@@I4([H])CIC@@H]30S(=0)(0)=0)(CC4)[H])([H])CCIC@]1([H]) [C@H](C)CCCNCC(0)=0)=0
glycoursodeoxycholate [HIIC@IL([C@H](C)CCC(NCC(0)=0)=0)cCicR@I2(HI)[C@I3([H) [ce @HI(o)cIcel4([HI)CIc@H](o)cclcel4(C)Ice@I3((Hl) ccice@]ic
glycylleucine oc(Ic@@HI(NC(CN)=0)ce(c)c)=0

glycylphenylalanine O=C(CN)NIC@@H](CC1=CC=CC=C1)C(0)=0

glycyltryptophan NCC(NIC@@H](CC1=CNC2=C1C=CC=C2)[C@](0)=0)=0

glycylvaline CC(C)[C@@HI(C(0)=0)NC(CN)=0

guanidinoacetate NC(NCC(0)=0)=N

guanosine (O=CIC(N=CN2[C@@I3([H])[C@@](O)([H]) [C@@](O)([H])[C@](CO)([H])O3)=C2N=C(N)N1

heme CC1=C(CCC(0)=0)C2=CC(C(CCC([0-1)=0) =C3C) =[N+](C3=C4) [Fe]5(N6CA=CTC)N2C1=CC(C(C=C)=CBC)=[N+]SCB=CCE=CTC=C

heptanoate (7:0)
hexadecanedioate
hexanoylcarnitine
hexanoylglycine
hippurate

histidine

histidylalanine
histidylleucine
histidylphenylalanine
histidyltryptophan
histidylvaline
homoarginine
homocitrulline
homostachydrine™
HWESASKX™

HXGXA™
hydroguinone-sulfate®
hydroxybutyrylcarnitine™
hydroxycotinine
hydroxyisovaleroylcarnitine
hydroxypioglitazone (M-1v)
hypoxanthine

ibuprofen

imidazole lactate
imidazole-propionate
indole-3-carboxylic acid
indoleacetate
indoleacetylglutamine
indoleacrylate
indolebutyrate
indolelactate
indolepropionate
inosine

Hexose Isobar:glucose, fructose, mannose, galactose, allose, altrose,etc

isobutyrylcarnitine
isobutyrylglycine
isocaproate

isoleucine
isoleucylglycine
isoleucylthreonine
isoleucylvaline
isovalerate
isovalerylcarnitine
isovalerylglycine
ketopioglitazone
kynurenate

kynurenine

lansoprazole

laurate (12:0)
laurylcarnitine

leucine

leucylalanine
leucylasparagine
leucylglutamate
leucylglycine
leucylleucine
leucylphenylalanine
levulinate (4-oxovalerate)
linoleamide (18:2n6)
linoleate (18:2n6)
linolenate [alpha or gamma] (18:3n3 or 6)

ccececc(0)=0
'0=C(0)cceceeeeeeeeeee(o)=0
‘o=c(cceec)oc(cc([o-1)=0)cIN(C)(C)c
‘o=c(ojeNc(cceec)=0

0=C(C1=CC=CC=CIINCC(0)=0

NC(C[0)=0)CC1=CN=CN1.
0=C{C(C)NC(C(CCI=CN=CN1)N)=0)0
0=C{[C@H(CC1=CN=CN1)N]NIC@HI(C(0)=0)cC(C)C
10=C{C(CC1=CC=CC=C1)NC(C(CC2=CN=CN2)N)=0)0
0=C{C(CC1=CNC2=C1C=CC=C2INC(C(CC3=CN=CN3)N)=0)0
NC(C{NC(C(C)C)C{0)=0)=0)CC1=CN=CNL
NIC@H](C(0)=0)CCCCNC(N)=N
NIC@H](C(0)=0)CCCCNC(N)=0
CINJ1(C)[ce@HI(ccccl)ce]([0-])=0

0=C(NC(CC(C)C)C(0)=0)C(CC(C)CINC{IC@H](CO)NC(IC@H](C)NC(IC@H](CO)NC([C@@H] (CCC(0)=0)NC([C@ @H] (CC1=CNC2=C1C=CC=C2)NC([C@@H] (CC3=CNC=N3)N}=0)=0)=0)=0)=0)=0
NC(CC1=CNC=N1)C(N[C@H](C(NCC(NIC@H(CNC(C)C(0)=0)=0)CC(C)C)=0)=0)CC(C)C)=0

‘oc1=Ce=C(C=C1)05(=0)(0)=0
cC(ce(OC(CINH(C)(C)C)eC([0-1)=0)=0)0
O=CIN(C)[C@HI(IC@I2-CN=CC=C2)CC10
[0-1C(CC{CIN+(C)(C)C)OC(CC(0) (C)C)=0)=0
‘O=CIN([HI)C(SCICC(C=C2)=CC=C20CCC(C=C3)=NC=C3C(C)0)=0
'O=C1C(N=CN2)=C2N=CN1

cc(C1=Ce=C(ce(c)c)c=C1)C(0)=0

0C(C(0)=0)CC1=CN=CN1

0C(CCC1=CN=CN1)=0

0=C(C1=CNC2=C1C=CC=C2)0

OC(CCI=CNC2=C1C=CC=C2)=0
0=C{NC(CCC(N)=0)C(0)=0)CC1=CNC2=C1C=CC=C2
0=C(0)/C=C/C1=CNC2=CIC=CC=C2
'0C(CCCC1=CNC2=CIC=CC=C2)=0
0C(C(0)=0)CC1=CNC2=CIC=CC=C2
0C(CCC1=CNC2=CIC=CC=C2)=0
OIC@HI1[C@H](N2C(N=CN=C30)=C3N=C2) O[C@HI(CO) [C@HI10

CC(C)C(OIC@@H)(CC(I0-1)=0)CINHI(C)(C)C)=0
o=c(o)eNC(C(C)c)=0

cc(c)ecc(0)=0

Nc(c(o)=0)c(cjcc

0=C(C(C(CC)CIN)NCC(0)=0
0=C(C(C(0)CINC(C(C(CC)C)N)=0)0
0=C(C(C(CC)CININC(C(C))C(0)=0

cc(e)ce(o)=0
[0-1C(CC{CIN+(C)(C)C)OC(CE(C)C)=0)=0
o=c(ojeNc(ce(c)c)=0
‘O=CIN([HI)C(SCICC(C=C2)=CC=C20CCC3=NC=C(C(C)=0) C=C3)=0
0C1=C(C=CC=C2)C2=NC(C(0)=0)=CL
NIC@H](C(0)=0)CC(C1=CC=CC=CIN)=0
CC1=C(C=CN=CICS(C2=NC3=CC=CC=CaN2)=0) OCC(F) (F)F
‘o=c(ojcccceccecee
[0-1C(CC(CIN#I(C)(€)C)OC(CCECEeeeeec)=0)=0
Nc(c(o)=0)cc(c)c

0=C(C(CC(C)CININC(C)C(0)=0
0=C(C(CC(C)CIN]NC(CC(N)=0)C(0)=0
0=C{C(CC(C)C)N)NC(CCC(0)=0)C(0)=0
0=c(C(CC(C)CIN)NCC(0)=0
0=C(NIC@@H)(CC(C)C)C(0)=0)[C@@HI(N)CC(C)C
0=C{C(CC1=CC=CC=CINC(C(CC(C)C)N)=0)0
cc(ece(0)=0)=0
CCCCO\C=C/C\C=C/CCCeceeC(N)=0
OC(CCCCCCC/C=C\C/C=C\CCCCC)=0
‘0=C(0)ccccccc/c=c\c/c=c\c/c=c\cc
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Metabolites Detected in UMR or HRAM - cont'd.
L-urobilin
lysine
margarate (
mead acid (;
metformin

methionine
methyl-4-hydroxybenzoate
myristate (14:0)
myristoleate (14:1n5)
myristoylcarnitine
N(2)-furoyl-glycine
N(6)-trimethyllysine
N1-Methyl-2-pyridone-5-carboxamide
N1-methyladenosine
N1-methylguanosine
N2,N2-dimethylguanosine
N2-3-cyclopentylpropanoyl-glutamine
N2-acetyllysine
N2-methylguanosine
N2-Ns-diacetylomithine
Na-acetylcytidine
N6-acetyllysine
N6-carbamoylthreonyladenosine
N6-methyladenosine
N-acetyl-1-methylhistidine®
N-acetyl-3-methylhistidine*
N-acetylalanine
N-acetylarginine
N-acetylcarnosine
N-acetylglutamate
N-acetylglutamine
N-acetylglycine
N-acetylhistidine
N-acetylisoleucine
N-acetylleucine
N-acetylmethionine
N-acetylphenylalanine
N-acetylputrescine
N-acetylthreonine
N-acetyltryptophan
N-acetyltyrosine
N-acetylvaline

naproxen
N-delta-acetylornithine™
N-formylmethionine
nicotinamide
N-methyl-proline
nonadecanoate (19:0)
N-palmitoyl-taurine
N-stearoyl-taurine
o-cresol-sulfate
octanoylcarnitine

oleamide

oleate (18:1n9)
oleoylcamnitine
oleoyltaurine

O-methylcatechol-sulfate®
omithine
p-acetamidophenylglucuronide
palmitate (16:0)
palmiticamide
palmitoleate (16:1n7)
palmitoylcarnitine
palmitoyl-ethanolamide
pantothenate
paraxanthine
p-cresol-sulfate®
pelargonate (9:0)

phenol sulfate®
pentadecanoate (15:0)
phenylacetate
phenylacetylglutamine

SMILES - cont'd.
/0C(CCC1=C(C(CC(C(C2C)CCNC2=0)=N/C1=C/C(NC{CC(C(CCC)CJNC3=0)=CAC)=CACCC(0)=0)C) =0
NC(c(o)=0)ccceN

‘o=c(o)ccccecceeeccecee

‘o=c(0)cca\e=c/c/c=c\c/c=c\ceeeeece

N=C(N(C)CINC(N)=N

cscee(N)C(0)=0

‘oc1=Ce=C(C(0C)=0)c=CL

‘oc(cececeeceeeec)=o

‘o=c(cccccec/c=c\cec)o
‘o=c{cceceeeeeeeee)oc(cc([o-1)=0)cIN+(c)(C)c
0=C[NCC(0)=0)C1=CC=CO1

cINI(c)(ceccc(c(I0-1)=0)N)C
O=C(C1=C([H])N(C(C([H1)=C1{H])=O)C([H])([H])[H1)N([H]) [H]
N=C1C2=C(N([C@@I3([H])[C@@](O)([H])[C@@](O)([H])[C@](CO)([H])O3)C=N2)N=CN1C
0=C1C2=C(N=C(N)N1C)N([C@@HI(IC@H(0) [C@@HIZ0) O[C@@HI3CO)C=N2
O=CIC(N=CN2IC@@I3(IH])[C@@](O)([H1)[C@@](0)(H])[C@1(CO)([HI)03)=C2N=C(N(C)CIN1
0=C(0)C(CCC(N)=0)NC(CCC1CCee)=0

OC(IC@HI(CCCTNINC(C)=0)=0

O=CIC(N=CN2IC@@I3([H]) [C@@](O)([H1)[C@@](O)(IH]) [C@1(CO)([H1)03)=C2N=C(NC)N1
OC(C(CEENC(C)=O)N(HI)C(C)=0)=0
OIC@I([HI)[C@@](O)([HI)[C@](CO)([HI)OIC@I1(N2C(N=C(NC(C)=0)C=C2)=O) [H]
NIC@@H](CCCENC(C)=0)C(0)=0
0C(C)C(C(0)=0)NC(NC1=NC=NC2=CIN=CN2[C@@HI30IC@H(CO) [C@@H](0)[C@HI30)=0
0C(C10)C(OCICO)N(C=N2)C3=C2C(NC)=NC=N3
0C(C(CC1=CN(C)C=N1)NC(C)=0)=0

0=C(0)C(NC(C)=0)CC1=CN=CNIC

0=C(0)[C@@HI(NC(C)=0)C

0=C(0) [C@@HI(NC(C)=0) CCENC(N)=N
OC(IC@HI(CC1=CN=CN1)NC(CCNC(C)=0)=0)=0
0=C(0)CCIC@@H(C(0)=0)NC(C)=0

OC(IC@HI(CCC(N)=0)NC(C)=0)=0

0=C(0)C(NC(C)=0)H]

OC(IC@@HI(NC(C)=0)CC1=CNC=N1)=0

CCINIC@HI(C(0)=0)C(C)CC)=0

0=C(0)[C@HI(CC(CICINC(C)=0

0=C(O)[C@HI(CCSCINC(C)=0

0=C(0) [C@@HI(NC(C)=0) CC1=CC=Ce=CL

cc(Neceen)=0

cC(0)c(C(0)=0)NC(C)=0.

0=C(0) [C@@HI(NC(C)=0) CC1=CNC2=CIC=CC=C2
‘OC1=CC=C(CIC@@HI(C(0)=0)NC(C)=0)c=C1

0=C(0)[c@@HI(NC(C)=0)c(C)C
COC1=CC=CaC(C=CC([C@HI(C)C(0)=0)=C2)=CL

cC(NEECC(N)C(0)=0)=0

cscee(c(0)=0)NC=0

NC(C1=CN=CC=C1)=0

o=c(ojcIn(ccect

ccececeeceeeeceeeec(0)=o

‘0=C{NCCs(=0)(0)=0)cecececeeceeeee
0=C(CCCCCCCEEECCaEEcaINEES(=0)(0)=0

0=5(0C1=CC=CC=C1C)(0)=0

[0-Ic(CC(CIN#I(C)(€)C)Oc(CCCeeee)=0)=0

Ne(cceecee\c=c/ceceeec)=0

oc(ceeceee\e=c/eceeceee)=0
[0-1C(CC@@H](OC(CCCeeee/e=C\Ceeeeeee)=0)cIN(C)(C)C)=0
10=C(CCCECCC/C=C\CEECCECC]NECS(0)(<0)=0.
COC1=C(05(0)(=0)=0)c=Ce=C1

0=C(0)[C@@HI(N)cCeN

0C1C(C(0)=0) OC(0C2=CC=C(NE(C}=0)C=C2)(0)C10
‘oc(ceccceeeceeceec)=o

cceeceeceeeeeeee(N)=0

ccceee\e=c/eceeccec(o)=0
[0-1C(CC(OC(CEECCaEeeeaeeec)=0)cIN(C)(C)C)=0
CCCECCCEEEeeaee(NEC)=0

0=C(NCCC(0)=0)[C@HI(0)C(C)(€)CO

0=C{N2C)NCI=C(N(C)C=N1)C2=0

‘0=s(0c1=ce=c(c)e=C1)(0)=0

ccececeec(0)=0

0s(0c1=ce=ce=C1)(=0)=0

‘o=c(ojccccccceeeeeee

o=c(ojcc1=ce=ce=C1

0=C(CC1=CC=CC=C1)N[C@@H](CCCN)=0)C(0)=0




