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String, InChIKey, SMILES) 3 EfQFot H|O|E{H| 0] A AHXHCAS,
PubChem ID )% &2 LIHX| HIEtH|O|E{= ChemVista Library
Manager 2L EQ0{ £ It AELICH GC/Q-TOF& accurate
mass EHAFAISE PCDLON = RTEEH OfL| 2t Kovats 3 FAMEs 7|t
RIZ 25 ZoHELICH Sx HT2Q| 2H0]|E2{2|0fl= 90071 O] A<
accurate mass El 2T EZ 1} 6707 O| 42| 1R otet=0]
OO UESLICE

A x10°
1.1 194.0799
1.0 [C8H10N402]+
0.9
0.8
P 0.7
S 06 55.0416 109.0634
8 05| [C3HSNI+ [C5H7N3]+
0.4 82.0525
0.3 [C4H6N2]+
0.2 137.0582 165.0769
0.1 [C6H7N30]+ [C7HIN4O]+ ‘
0 UYL Ut FIY OO | PRt FOUR | VU | POV No! J §
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Mass-to-charge (m/z)
B ; ; =
Name Formula Mass Re_tﬁr:?n Rti:lzr::n CAS l //;u . /CH:
Benzoic acid {1 TMS) C10H14025i 19407631 96 923 £5-85-0 |\ 7%
b |Caffeine CBH10N4O2 194.08038 1762 1581 58082 o | —0
Nicotinamide {1 TMS) CYH14NZOSH 194,08754 1277 1158 98920 e ‘}_N{
2-Phenylethanal (1 TMS) C11H1208 19411269 +EI MS1QTOF Fv=70 o i
@ 194,47
Nicatinic acid (1 TMS) CIH13NO2Si 195.07156 g B0 s5pue8 105.06345 = o
Guaiacal {1 TMS) C10H16025i 196.09196 E % 4851 82.05255 4571
{ 2 2307 137.05836 165.07709
23 | 565 547 I,
nin 1 n 1 Al 1l 1
50 60 70 8 %0 100 10 130 130 140 150 160 170 180 150 200
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% 2200 2800 3150
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2-Ketoisovaleric acid
1,3-Propanediol

2-Furoic acid
2-Hydroxybutyric acid
2-Hydroxy-3-methylbutyric acid
2-Aminobutyric acid
2-Keto-3-methylvaleric acid 1
2-Keto-3-methylvaleric acid 2
2-Ketoisocaproic acid
Benzoic acid

Nicotinic acid

D-Threitol
4-Hydroxyphenylacetic acid
Lauric acid

Phthalic acid

D-Sorbitol

3-Indoleacetic acid
3-Indolepropionic acid
Mono-2-ethylhexyl phthalate
Stearic acid

Behenic acid

D-Trehalose
2-Stearoylglycerol
B-Tocopherol

a-Tocopherol

Glyceraldehyde
Pyrophosphate
Dihydroxyacetone phosphate
D-Glucose-6-phosphate
Xanthosine

Cellobiose 1

Cellobiose 2

Raffinose

Maltotriose 1

Maltotriose 2
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2'-Deoxycytidine N-Acetyl-L-alanine Cytosine

3-Aminopyridin-2(1H)-one B-Cyano-L-alanine Homogentisic acid

Thymine L-Methionine sulfoxide Heptadecenoic acid

N-Acetyl-L-aspartic acid D-Galactose 5-Methyluridine

L-Ascorbic acid Galacturonic acid Sophorose 1

5-Deoxy-5'-(methylthio)adenosine | Glucuronic acid Sophorose 2

H-Pro-Hyp-OH Melibiose 1
L-Cystine 1 Melibiose 2
L-Cystine 2 B-Sitosterol

Mannose-6-phosphate

Fructose-6-phosphate

N-Methyl-L-proline
N-Acetylglycine
1,2,4-Benzenetriol
B-Glycerophosphate
Sorbose 1

Arachidic acid
Bis(2-ethylhexyl) phthalate

2,3-Butanediol
Pyruvic acid
Indole-3-lactate
Serotonin

Dioctyl phthalate
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ol AFEXtE 21HE M&SH HESH
FIMH EMY A HOE &
AL
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o QLT 9IS HE KA &
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A | Samples w 8 X |Chromatogram - & X
‘Sample Name File Name Compon His | Type ‘Acq. Date-Time -j +EITIC Scan Frag=70.0v Sample 12D (Sample 12)
= B
Gomporent . Compound Name patch B fomda 5™ Lbey Rl D
18.2703 | Ghucuronic acid 1 (5TMS. Ve | 822 cozsan. | e02|  tem4 2
183360 | L-Tyrosine 2(3 TNS) 929 claasn. | 1608|1613 5
18.5904 | 3-Indoleacetic acid (2 TMS) 758 C16H25N. 1634 1638 3
18.9241 | Gluconic acid (6 TMS) 851 C24H8600. 1669 1669 o
19.2161 | Pamtolei acid (1 THS) 907 CigHa0.. | 6s9| 1700 1
19.8070 | Myo-nositl (5 TMS) 991 coato.. | 1758|1780 1
15.8576 | Ui acid (4 TNS) %62 Ci7HIN. | 1764 1785 1
20.8860 | L-Tryptophan (2 TMS) 837 C17H28N. 1876 1875 -1
20.9481 | Linoleic acid (1 TMS) 99.1 C21H400. 1883 1884 1
20.9639 | L-Typtophan (3 TMIS) 791 commen. | ses|  em3| 2
21.0008 | Olic acd (1 THIS) 938 C21H420. 1688 1890 1 20000 22000 34000 6000
Acquisition Time (i)
238426 | Adreric acid (1 THS) 71 cosiuo. | 25| 5| 10| [ —— S
2350 20 (ESEA || & ) 1| | [Component RT: 2 3526 Component RT: 24,3526
27.9798 | a-Tocopherol(1 TMS) 944 C32H530. 2805 2309 4 2 103 202 720468 3811675
: H 046
28,1108 | Cholesteral (1 THS) | w1 cauHsios | 27| 2827 3 V|8 26 3 s CI6H3307Si
< > 24
b 08
e o 2 5 04 2171070
Soucelon , Exact Mass Mass Detta Fragment U " 18 02 2 - B
(mz) m/z) ) Formula mque 1‘@ | 211174 43 T‘E
1910913 1910814 -0.70 | CBH1505 [} o —+t et + T
i 02 [RRa [ 4372025
2040333 2040952 0.18|C9H1605 m] 12 o 271.1ig0
2170708 2170707 072 |C9H1306 m] m‘z 04- 27075
217.1070 217107 0.21|C10H1705 m] e &
2181089 218.1090 029C17H14 04 08 3611681
2431226 2431227 030 |C12H1905 0 0z El iy .
ol
T T & T E-3 T & T T T T T T
711174 271.117% 065 | C13H1906 0 e T P . e E i
319.1572 319.1571 0.31|C14HZ706Si m) Acquisition Time (min) Mm!-tD-CharE (miz)
361.1675 361 1e77c16H29075| O m - x
B [swe < % [Chromatogram o A
Sampe Fie - [+ TIC Soan Sample 2D
Saml e Componerts  His  Type o] &
blank blark D 3098|184 [Bank 3 13
Sample 1 Sample 1D 4095 186 |Sample 13
Sampie 2 Sample 2D 4501|193 | Sample 1
Sampie 3 4391|212 |Sample 03
Sampie 4 Sample 4.D 4522 198 |Sample 35
S PO B P BT e o
Components 05
G Match  Best c Library Deta hot
ComPONEr Compound Hame pateh B Fomula Sompona) Ly | Deta g; €
1.5 Anhycgiuctol, 4TMS dervative 963 C18H44055i4 1645 1882) 3 o1 i | g 3
o S el 2
NNt indivg 2 CISHIENZ0ZS3 | 1848) 1845) 3 6000 8000 10000 12D00 14000 16Do0 18Do0 20000 22D00 24000 26h00 28h00 30000 32000 34B00 36000
175698 | D-Tagatose, pentakis timethyisiyl) ether. 745 C22HEENOGSS 1658 1856 2 Acauisition Time (min)
17,6136 | D-Fructose, 1.3.4.5 6 pentakis O-trmethyis 952 C22HEENOGSIS 1662 1875 13 lon Peaks = & X [Spectum > 1 X
17.7093 | D--Fruet 6 C22HEENOGSIS e71| 1es8| 2 [Compenent RT 174711 [Component RT. 174711
17.7602 | D-Alose, Lmeth.. | 955 C22H55NOGSIS 97| 1865 11 £ x10 | £ 02 P
3 ) g 1 -
17.8765 | D-4#} Talose, .m 818 C22H5ENO6SIS 1687 1884 7 C 4 f:::;" ©
18.0841 | D4+ Talose, m 344 C22HEENOESIS 1907 1384 13 2 = 08
18.1663 | LLysine, 4TS denvative 545 ClaHesNzozsi4 | 1915| 1533] 18|, o : - 08
1745 175 0t
Acauisition Time (min) %222%
[Molecular Structur 7 x 0z 213 it
far e - 258 1340 202
Sorcelon . Exact Mass Mass Delt2 Fragmert i ok P | | e C15H3EN2025
(n/2) {m/z) {ppm) Fommula a Vy[:) 2 T ‘ 200 kg 2800 3170 50
176.1100 176.1101 064 |CTHIBNO2S D‘@ NT, 02 156.0 2000
2001103 200101 068 |CoH1BNO2S: - NP NN 04
2011126 201.1125 0.06 |C3H21052 | [ e -0
e o o 1740
2301390 2301381 0.58 | C10H24NOS2 il T ——T—T—T—T—T—T——T—T
Py prov 004 |CTIH2eN02S2 8 100 120 140 160 160 200 220 240 260 280 300 320 340 KO0 360
Mass-to-Charge (mz)]
3522236 362223 C15H38N2025i3
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a2l 7. Ef2l A32|d Za A2t} 2t ofgt ol Tt TA| HE7F ZobE At
C|

A3
Screener 29F &2 SOl TA|E LT

Batch Table - B X
i sample: A v Sample Type:| <all> v‘ Compound: § ‘Cilrica:id (aTms) v| > |sm| ‘ BB B |:{ F‘ F F '2 F{
Compound Method Sample 1 [ Qualifier 1 Results [ Qualifier 2 Results |
Name RT | Resp. [Mi| Mz [ RT [ S/N [MassAccumacy[ CoslutionScore| Mz [ RT | SIN [ MassAccuracy | Coelution Score |
[»_ Citic acid (4 TMS) 17066 474313 [] 347.1165 17066 46988 10992 999 3751114 17086 526.71 11831 999 ¢
| 3.5-Dimethaxy-4-hydraxycinnamic acid 2 (2 TMS) 716 [
| 3.5-Dimethaxy-4-hydroxycinnamic acid 1 (2 TMS) 19.859 716 O
[ Nicotinic acid (1 TMS) 10499 3501 [J 136.0577 10439 495 0.2291 824 106.0288 10502  3.87 0.7361 690 1
| Maltose 1(8 TMS. 1MeOx) 24793 253 204.0997 24.780 [AI23 0.2805 [ie2
| 1-Hydroxy-2-naphthoic acid (2 TMS) 18.665 17,0 1
L-Ormnitl
— Screening - [Result Review] - 08 x
U A K STaaets Bupacts A Prvious Sample [ el v s Nt Sample B B | o
L Compound Name | CASE | Formula | RT. ‘ RT. Diff al Conc. ‘ MatchScore | Torgetlon | MassAccuracy | # of Verified lons ~
Azelaic acid (2 TMS) 123-99-9 C15H32045i2 16.863 0139 962 3171599 0.8185 4
Hypoxanthine (2 TMS) B8-84-0 C11H20N405i2 16966 0215 943 2650935 23252 4
Citric adid (4 TMS) 77929 C18H40075i4 17.066 0290 983 2730973 13352 6
a
L-Ornithine (4 TMS) 3184-13-2 C17H44N2025i4 17075 0294 855 1421047 1.2630 6 o
Isocitric acid {4 TMS) 320774 C18H40075i4 17.0866 0.280 720 2730873 13352 5
R —— sess7  comnosse van ome .
< >
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2 x10? ) )
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3 s
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+ Deconvoluted Scan (17.067 min) Sample 1.D (Target/Qualifier ions only)
£ x102 147.0658 273.p977
2 s 0.en (144 3471165 3751114
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0 \
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2! 8. ExactMass =75 AFE3H0] H2| QI 4E 4 U= IFH2 oAl 0]2{ EX0M HI0| U= ExactMass HIO|S2 ZZ= EAIE 0[20] gl= A2 gfeldd 4 AELICH
t
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NIST17 & accurate mass CHAHA|ISE PCDL 255 A2 H|HEX
SN I A2 A AEE SptE 0| £2 H| W SLICHE 4).
CHEEo| B NISTO| H|8H accurate mass CHARE|SH PCDLE
A8 mf o B2 42| ofegt=0| AEE/USLICE d2qLf
SU|ISAL 2 BMHO = AEE EX otgr=0] thoiAM= EX
HOHI U EN 2H0| Az EAM0l O 2 LIEtHSLICE
CHARAISE PCDLE AFSSH0] EOIA 1At 3 K| & CHALR 2HAE
Crot =4 2 H|=4 CHARN| 7t 2HASHA| AE RS I 50
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I 4. ©+2| 2 accurate mass 2t0|E2{2|(Z}2} NIST17 3 Agilent Fiehn accurate
mass CHAEAISH PCDL)9F &4 CHfet ATe|d Hafg Abg g o AlHE

sfetEol

A HE StotE
ANZH Screener UA PCDL UA NIST
AZA 153 151 140
AlZ B 149 146 144
ANZEC 151 146 138
AED 152 146 143
AR E 145 138 145
NEF 141 141 139
ANZG 139 148 146
AZH 164 144 147
NZ | 146 139 131
ANEJ 152 148 136
A2 K 151 146 132
ANZE M 168 151 140
AlEN 167 152 157




H 5. Agilent Fiehn accurate mass CHAMH|E PCDLS S8 EX{(Screener) & H|EH(UA) A2 S ALESto] EE0| A AlEEl of
20t EAIELICH

2tol=ef2| ofx| AT 047180 O A2l 3t

o= 0l #ol= F T2Y 250l

Screener Screener
UA 2to|E2{2| | 2to|=a|2] UA 2fo|=22{2| | 2to|=a{z|
RT otetE B3 FEMSHE A | OiX| 2304 230 RT st g% FEAetE A | OHX| 230 A30]
6.48 Boric acid C,H,,BO,Si, 93.2 82.1 16.96 | Hypoxanthine C,;H,N,08Si, 91.1 93.8
7.33 L-Lactic acid C,H,,0,Si, 95.4 83.8 17.06 | Citric acid C,;H,,0,Si, 99.3 98.2
8.39 2-Hydroxybutanoic acid C,,H,,0,Si, 96.7 99.6 17.07 | L-Ornithine C,H,N,0,Si, 95.7 87.1
8.78 p-Cresol C,,H,.0Si 85.3 99.6 17.51 | Caffeine C,H,N,0, 88.2 99.6
8.85 L-Leucine C,H,,NO,Si 81.3 98.5 17.57 | D-Tagatose 2 C,,H;;NOSi, 94.4 90.4
8.85 3-Hydroxybutyric acid C,,H,,0,Si, 95.6 81.9 17.76 | Mannose 1 C,,H;;NOSig 98.8 99.8
8.90 il;gldroxy%-methylbutyrlc C,H,0,Si, 922 256 17.83 | L-Tyrosine 1 C,,H,,NO,Si, 84.7 84.8
17.87 | D-Glucose 1 C,,H;;NO Si, 83.6 99.8
9.58 2-Ketoisocaproic acid 2 C,,H,,NO,Si 94.2 97.4 - ‘
18.23 | D-Mannitol C,,H¢,0,Sig 98.6 80.8
9.85 Ethanolamine C,,H;,NOSi, 97.6 98.9 . ’
18.26 | Glucuronic acid 1 C,,Hg,0,Sig 92.7 82.1
10.14 | Benzoic acid C,,H,,0,Si 96.8 99.6 ’ )
18.34 L-Tyrosine 2 C,gH,NO,Si, 95.0 99.5
10.21 L-Serine C,H,,NO,Si, 98.0 98.8 — -
18.48 | Sinigrin C,,H,,NOS,Si, 87.2 85.1
10.40 Phosphoric acid C,H,,0,PSi, 89.3 98 - -
18.48 | Myo-Inositol C,,Hg,0,Sig 88.0 82.5
10.78 | L-Proline C,,H,sNO,Si, 93.8 99.7 —
18.59 | Indole-3-acetic acid C,¢H,sNO,Si, 88.5 82.9
10.89 | Glycine C,,Hy,,NO,Si, 97.8 99.6 — -
18.93 | Gluconic acid C,,H¢,0,Si 90.9 97.6
11.59 | L-Serine C,,H;,NO,Si, 96.0 99.2 — -
19.21 Palmitoleic acid C, H,0,Si 96.0 99.7
11.64 Nonanoic acid C,,H,0,Si 98.2 99.5 — i
19.41 | Palmitic acid C,,H,,0,Si 97.2 99.9
12.50 | B-Alanine C,,H;;NO,Si, 94.3 99.3 - -
19.41 Cyclohexanecarboxylic acid | C,H,,0,Si 98.1 85.8
12.90 | Capric acid C,;H,,0,Si 93.9 99.4 . )
19.76 Indole-3-propionic acid C,,H,,NO,Si, 83.4 84.6
13.55 0-Acetylsalicylic acid C,,H,,0,Si, 87.9 99.5 N N -
19.80 Conduritol-B-expoxide 2 C,gH,,0.Si, 93.7 86.8
13.69 L-Glutamic acid (dehydrated) C, H,,NO,Si, 99.1 98.9 — -
19.85 | Uric acid C,,H;N,0,Si, 96.4 99.7
13.81 L-Glutamate C,,H,sNO,Si, 87.3 99.1
20.58 | Indole-3-lactate C,,H;sNO,Si, 89.0 93.5
14.05 L-Phenylalanine C,,H,(NO,Si 95.6 98.3
20.89 | L-Tryptophan C,,H;N,0,Si, 80.3 83.9
14.10 | Creatinine C,;H;,N,0Si, 86.3 99.3 -
20.96 | N-Acetyl-L-tryptophan C,,H3N,0,Si, 83.4 81.9
14.32 a-Hydroxyglutaric acid C,,H,,0,Si, 949 80 N : N
21.00 | Oleic acid C,,H,,0,Si 97.9 99.9
14.64 Pyrogallol C,sH,;,0,Si, 83.3 82.7 .
21.22 | Stearic acid C,H,0,Si 97.2 99.2
14.86 | L-Glutamate C,,Hy,NO,Si, 90.2 99.7 — -
22.31 | Adrenic acid C,H,,0,Si 85.3 92
14.96 L-Phenylalanine C,;H,,NO,Si, 98.1 99.1 — -
24.03 | 1-Monopalmitin C,H,0,Si, 83.7 94.5
14.98 | 4-Hydroxybenzoic acid C,;H,,0,Si, 82.9 95.2 -
24.39 | Sucrose C,4Hg0,,Siy 94.5 96
15.27 | Lauric acid C,sH,,0,Si 96.3 99.5 - -
24.46 | Behenic acid C,,H,,0,Si 82.4 95.7
15.49 | Arabinose C,¢H,NOSi, 96.8 85 -
25.15 | Maltose 1 C,,Hg,NO, . Sig 91.4 98.7
15.90 3-Indoxylsulfate C,,H,,NO,SSi, 91.5 86 - -
25.31 | 1-Monoolein C,,H.0,Si, 87.3 96
3-(3-Hydroxyphenyl ’
16.13 prg)pio}i]ic ag:/id ) C15Hy,05Si, 80.9 99.6 25.47 | Glyceryl monostearate C,,H,0,Si, 84.9 97.4
16.38 | L-Ornithine C,HaoN,0,Si, 96.0 98.1 25.79 | Squalene CaoHso 90.1 98.9
16.48 | Ribonic acid CyoH,0, S 93.5 93.1 27.03 | P-Tocopherol CyHse0Si 906 99.7
N -3 i 27.98 a-Tocopherol C,H.0,Si 95.2 94.7
16.51 4 HCiydroxy 3-methoxybenzoic| C,H,,0,Si, 927 99.8 32 15872
ad 28.09 | Cholesterol C,Hg, 08 88.0 99.8
16.86 Azelaic acid C,sH,,0,Si, 97.8 94.5 29.48 B-Sitosterol C,H.,0Si 92.2 98.6
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