Data Path :
Data File :

Acq On

Sample
Misc

: 24 Jan 2024 11:59
Operator : omr
E2-meoh

ALS Vvial : 2

Search Libraries:

Sample Multiplier: 1

C:\MassHunter\LIBRARY\NIST14.L

Library Search Report

C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\
E2-meoh3.D

Minimum Quality: 80

C:\MassHunter\...Y\W12N20_MAIN.L Minimum Quality: 20

Unknown Spectrum: Apex
Integration Events: ChemStation Integrator - autointl.e
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 7 (3.534 min): E2-meoh3.D\data.ms m/z 207.10 100.00%
207.1
5000 31.1
149.1 179.1 S R AN R AR RN
135.1 165.1
450 59.0 754 961 11?1 L ‘ | 193.1 M 0813 3.603.703.803.90
O\HM\HM\H\\HMH\MH\Mu\MMw\uw\HWHNWu\wu\wu\wuuﬂuu‘uu‘ump\uw\uw\uMu\pu\pu\puw\uw\uw\uw\uw m/z 31.10 41.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160 170 180 190200210 220 230 240 250 260 270 280
Abundance #212044: 1H-Isoindole-1,3(2H)-dithione, 2-ethyl-
207.0
5000 R RARRREREEEEE
179.0 3.603.703.803.90
m/z 32.00 37.15%
0 I n30 M
T T e e e e e e e e e e e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160 170 180 190200210 220 230 240 250 260 270 280
Abundance #213563: 4-(Methylphenyl)indole
207.0
R REaas RN
3.603.703.803.90
5000 m/z 29.00 33.88%
179.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160 170 180 190200210 220 230 240 250 260 270 280
Abundance #538349: (2'-Ethylphenyl)(2"-isopropylphenyl)(hydroxyethoxy)methyl BN AR AR
207.0 3.603.703.803.90
1310 193.0 m/z 28.00 21.97%
5000 wawg\M\AmAAw%yﬂw~va»/
91.0 221.0
45.0 117.0 179.0 236.0
| e - w50 | )| |
Obrerrrrreprrreprrrrredee e el e e e by | e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160 170 180 190200210 220 230 240 250 260 270 280 3.603.703.803.90

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample : E2-meoh
Peak Number: 1 at 3.532 min Area: 6700908 Area % 13.10
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Cyclotrisiloxane, hexamethyl- 85994 000541-05-9 52
2 N-Methyl-1-adamantaneacetamide 71587 ©31897-93-5 47
3 Cyclotrisiloxane, hexamethyl- 85992 000541-05-9 46
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 1H-Isoindole-1,3(2H)-dithione, 2... 212044 035373-06-9 90
2 4-(Methylphenyl)indole 213563 000000-00-0 78
3 (2'-Ethylphenyl)(2"-isopropylphe... 538349 990300-63-4 59

Food_Metabo_1-5MS.M Wed Jan 24 17:07:17 2024 Page: 2



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance
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o

Scan 31 (3.694 min):
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#128633: 3,4-Dihydro-4,4-dimethyl-2H-1,2-benzisothiazine
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179.0

0
m/z-->
Abundance

5000

0
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#62359: 1-(1-Methoxyethyl)-4-methyl-benzene
149.0

135.0

91.0 119.0

m/z 149.10 100.00%

AS

3.60 3.80 4.00
m/z 179.10 91.71%

;

3.60 3.80 4.00
m/z 31.16 61.71%

[

3.60 3.80 4.00
m/z 165.10 53.97%

-

3.60 3.80 4.00
m/z 135.05 51.92%

-

m/z-->

10 20 30 40 50 60 70 80 90 100110120 130140 150160 170 180 190 200 210 220 230 240 250 260 270 280

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh
Peak Number: 2 at 3.693 min Area: 6510992 Area % 12.73
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Pyridine, 1-acetyl-1,2,3,4-tetra... 72385 054966-22-2 38
2 Benzoic acid, 4-(1-hydroxyethyl)... 47543 084851-56-9 22
3 Succinic acid, (adamant-1-yl)met... 205795 1000391-35-5 22
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 N,N-Dimethylthieno[2,3-d]pyrimid... 127786 990041-08-5 50
2 3,4-Dihydro-4,4-dimethyl-2H-1,2-.. 128633 990041-45-4 47
3 1-(1-Methoxyethyl)-4-methyl- benzene 62359 990014-45-7 38
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 138 (4.409 min): E2-meoh3.D\data.ms m/z 281.10 100.00%
2811 .1
5000 32.0 2071
17,0 191.0 239.0 2651 4.00 4.20 4.40 4.60 4.80
0ww‘i‘wwww“w‘w‘w‘w“ww‘ww”“ww‘w‘w‘wwwi“www‘w‘ww“ww“w‘www‘wwww‘w‘www‘wwww“ww‘ww‘w‘www‘w‘www‘wwm/z 32.96 43.16%
m/z--> 20 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #526958: 1,1,1,3,3,5,5,7,7-Nonamethyltetrasiloxane
2811.0
5000 Raaa e ARRE RN
3.0 4.00 4.20 4.40 4.60 4.80
: 207.0 265.0 m/z 207.10 42.34%
e S S N i i '~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #526909: Cyclotetrasiloxane, octamethyl-
281.0
R A REEmaREa
4.00 4.20 4.40 4.60 4.80
5000 m/z 28.00 41.86%
ol 250 510 730 8301030118030  161,0177.0 19805080 234024902650 | 5994
T T e T e e e e e e e e e e e
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #476897: 4-(2,2-diphenylvinyl)benzonitrile AR RARRARARRERARBA N
281.0 4.00 4.20 4.40 4.60 4.80
m/z 31.00 40.90%
5000
203.0 266.0
o 52.0 010 111010 1490’80 | a0 FBY
—_—T e R
m/z--> 20 80 100 120 140 160 180 200 220 240 260 280 300 4.00 4.20 4.40 4.60 4.80

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh
Peak Number: 3 at 4.408 min Area: 1006438 Area % 1.97
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Cyclotetrasiloxane, octamethyl- 155952 000556-67-2 42
2 2,5-Dihydroxyacetophenone, 2TMS ... 155021 1000352-83-7 28
3 Morphinan, 7,8-didehydro-3-metho... 141076 001816-06-4 28
C:\MassHunter\LIBRARY\W12N20_MAIN.L
11,1,1,3,3,5,5,7,7-Nonamethyltetr. .. 526958 990292-39-4 56
2 Cyclotetrasiloxane, octamethyl- 526909 ©00556-67-2 53
3 4-(2,2-diphenylvinyl)benzonitrile 476897 990256-61-3 47

Food_Metabo_1-5MS.M Wed Jan 24 17:07:18 2024

Page: 4



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 144 (4.449 min): E2-meoh3.D\data.ms m/z 281.10 100.00%
28|1.
5000 J\\M
32.0 207.1 e e
| MH 532 732 1029 1331 1791, | 2490 || 4.20 4.40 4.60 4.80
L0 e L e . e e, e e m/z 282.10 30.24%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #526910: Cyclotetrasiloxane, octamethyl-
28].
EEAAmmEEEEE
5000 4.20 4.40 4.60 4.80
m/z 207.10  23.85%
133.0 207.0
oL 180 450 730 960  T" 15701770 , " 2490 ||
L A A L B o  maa e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #526909: Cyclotetrasiloxane, octamethyl-
281.
A e R
4.20 4.40 4.60 4.80
5000 m/z 32.00 22.04%
0 250 51.0 730 1030 1330 4g309 1930 55, 2490 |
R A B e T LA A o B e e R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #785578: Pentasiloxane, dodecamethyl- N S RN LR
o8 4.20 4.40 4.60 4.80
147.0 m/z 28.00 20.55%
5000 73.0
207.0 369.0
o 450 | 960 1170 | 1770, | 249.0 | ‘h
I R e o T L AL s o R ma S A R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 4.20 4.40 4.60 4.80
Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample E2-meoh
Peak Number: 4 at 4.453 min Area: 1044412 Area % 2.04

The 3 best hits from each library. Ref\# CAS\#

C:\MassHunter\LIBRARY\NIST14.L

1 Cyclotetrasiloxane, octamethyl-
2 Cyclotetrasiloxane, octamethyl-
3 Cyclotetrasiloxane, octamethyl-

155950 000556-67-2 68
155951 000556-67-2 64
155949 000556-67-2 64

C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Cyclotetrasiloxane, octamethyl-
2 Cyclotetrasiloxane, octamethyl-
3 Pentasiloxane, dodecamethyl-

526910 00O556-67-2 86
526909 000556-67-2 81
785578 000141-63-9 78
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex
Abundance

m/z-->

5000

Scan 210 (4.891 min): E2-meoh3.D\data.ms
2071
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223.2
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o
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m/z-->

5000

0
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#374436: 3-Methoxy-4-[(trimethylsilyl)oxy]-benzaldehyde-O-methyloxime
25

73.0 .
a0 seo T O TEOTIRONE0  eaolT0 T | L2970

3.0
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m/z-->
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10 20 30 40 50 60 70 80 90 100110120130 140150160170 180 190200210 220 230 240 250 260 270 280

#374437: 3-Methoxy-4-[(trimethylsilyl)oxy]-benzaldehyde-O-methyloxime
25
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31.0 590 L, [ \ 13\30 ‘\ 2370
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m/z-->

5000
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#375688: Benzo[b]thiophen-2-amine, N,N-dimethyl-3-phenyl-
25

223.0
‘ 237.0

3.0

m/z 207.10 100.00%

4.60 4.80 5.00 5.20
m/z 253.10 70.18%

4.60 4.80 5.00 5.20
m/z 223.20  47.25%

4.60 4.80 5.00 5.20

m/z 28.00  45.82%

4.60 4.80 5.00 5.20

m/z 18.00  30.85%

10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh
Peak Number: 5 at 4.888 min Area: 1699938 Area % 3.32
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Arsenous acid, tris(trimethylsil... 199618 ©55429-29-3 35
2 Acetamide, N-[4-(trimethylsilyl)... 71414 017983-71-0 35
3 2-Ethylacridine 71643 055751-83-2 30
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 3-Methoxy-4-[(trimethylsilyl)oxy... 374436 055045-03-9 86
2 3-Methoxy-4-[(trimethylsilyl)oxy... 374437 055045-03-9 86
3 Benzo[b]thiophen-2-amine, N,N-di... 375688 111359-33-2 78
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 216 (4.931 min): E2-meoh3.D\data.ms m/z 207.10 100.00%
207.1
253.2
223.1
5000 28.0
193.0
440 133.0 R AR RamEs B
14 ” 59.1 73.0 89.1 104111891 149016?,1 “ 1! “ | 2871 || 281.0 4.60 4.80 5.00 5.20
O\\Muw\u\\uw\uwu\\u\wuu‘uu‘uu‘uuM\HM\HM\HMH\MH\MH\MH\\uw\uw\uw\uwu\wu\wu\wuu‘uu‘uuwuuw m/z 253.20 68.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150160170 180 190200210220 230 240 250 260 270 280
Abundance #380220: 4-Ethyl-2-allyl-1-methoxynaphthalene-3-carbaldehyde
213.0 253.0
5000 R NN FEREEEEE
4.60 4.80 5.00 5.20
m/z 223.10 48.48%
O T P T T T T T T T [ [ T T T e e b b e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150160170 180 190200210220 230 240 250 260 270 280
Abundance #374824: 1-Methyl-2-(4-nitrophenyl)benzimidazole
131.0 146.0 206.0 258.0
e R RARAS R
77.0 2020 4.60 4.80 5.00 5.20
5000 104.0 192.0 m/z 28.00  39.56%
236.0
\H | e
o 11l 1Al
: i
m/z--> 10 20 30 40 50 60 70 80 90100110120130140150160170180190200210220230240250260270280
Abundance #373902: Ethyl 5'-amino-2,3'-bithiophene-4'-carboxylate RN AR AR RN
207.0 4.60 4.80 5.00 5.20
m/z 193.00 28.27%
5000 253.0
134.0 178.0
45.0 108.0 153.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280 4.60 4.80 5.00 5.20

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample E2-meoh

Peak Number: 6 at 4.929 min Area: 2243628 Area % 4.39

The 3 best hits from each library. Ref\# CAS\#

C:\MassHunter\LIBRARY\NIST14.L

1 2-Methyl-7-phenylindole 71646 001140-08-5 30

2 1,2-Benzenediol, 3,5-bis(1,1-dim... 85508 001020-31-1 27

3 N,N-Dimethyl-4-nitroso-3-(trimet... 84960 017993-84-9 27
C:\MassHunter\LIBRARY\W12N20_MAIN.L

1 4-Ethyl-2-allyl-1-methoxynaphtha... 380220 990189-34-1 64

2 1-Methyl-2-(4-nitrophenyl)benzim... 374824 990185-70-0 58

3 Ethyl 5'-amino-2,3'-bithiophene-... 373902 243669-48-9 50
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 376 (6.000 min): E2-meoh3.D\data.ms m/z 355.20 100.00%
355.2
731 267.1
5000 28.0
207.1 PR R
| s | 0s0 1ssots3s_i7en, | 2eg1 || 9231 | 560580600620 640
(O B S ..t e e m/z 267.10 62.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #716189: 6-Aza-5,7,12,14-tetrathiapentacene
355.0
5000 B L AUSEER A AL S
291.0 3230 5.60 5.80 6.00 6.20 6.40
H m/z 73.18  56.23%
o7 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #220035: Cyclopentasiloxane, decamethyl-
355.0
R EAARARES AT
73.0 267.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 28.00 46.28%
0,150 45.0 ) 108.0 133.0 154.0 175.0193.0  223.0 2490 || 2930 3230
R B e A m A T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #753469: Cyclopentasiloxane, decamethyl- AR RARRRN
355.0  5.60 5.80 6.00 6.20 6.40
73.0 267.0 m/z 32.00 32.71%
5000
oL 150 450 ) 108.0 133.0 154.0 175.0193.0 2230 2490 || 2930 323.0
T T T e e T T T T T e e e e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 5.60 5.80 6.00 6.20 6.40

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh
Peak Number: 7 at 5.997 min Area: 1104077 Area % 2.16
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Cyclopentasiloxane, decamethyl- 220036 000541-02-6 72
2 Cyclopentasiloxane, decamethyl- 220035 000541-02-6 72
3 3,4-Dihydroxyphenylglycol, 4TMS ... 258662 056114-62-6 47
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 6-Aza-5,7,12,14-tetrathiapentacene 716189 990434-20-7 90
2 Cyclopentasiloxane, decamethyl- 753469 000541-02-6 72
3 Cyclopentasiloxane, decamethyl- 753471 000541-02-6 72
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 497 (6.808 min): E2-meoh3.D\data.ms m/z 281.10 100.00%
2811.1
5000
207'1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ H‘ | 729 950 1330 165.2 | 2491 371.0 6.40 6.60 6.80 7.00 7.20
O ettt b e e e e e e e e e /2 28,000 35..00%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #229154: Pentasiloxane, dodecamethyl-
28(1.0
147.0
5000 3.0 R
: 40 6. .80 7.00 7.2
369.0 6.40 6.60 6.80 7.00 7.20

207.0 ‘ m/z 282.10 28.20%
l

. 450 | 90 1170 | 1770, | 2490 | |
L B R T A B A e R A B o B B B B L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #785578: Pentasiloxane, dodecamethyl-
281.0
147.0

6.40 6.60 6.80 7.00 7.20

5000 73.0 m/z 207.10  25.73%
207.0 369.0
0 45.0 960 117.0 | 1770 | 2490 | | ‘h
e e L I e e e e
miz-> O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #155949: Cyclotetrasiloxane, octamethyl- AR ARAR
281.0 6.40 6.60 6.80 7.00 7.20
m/z 18.00  23.05%
5000
133.0 207.0
ol 150 450 780 9601150 " 1570177.0 "] 2490 |
e N I L L = SRR —

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 6.406.60 6.80 7.00 7.20

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample : E2-meoh
Peak Number: 8 at 6.809 min Area: 896886 Area % 1.75
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Pentasiloxane, dodecamethyl- 229154 000141-63-9 78
2 Cyclotetrasiloxane, octamethyl- 155950 000556-67-2 72
3 Cyclotetrasiloxane, octamethyl- 155949 000556-67-2 72
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Pentasiloxane, dodecamethyl- 785578 000141-63-9 78
2 Cyclotetrasiloxane, octamethyl- 526910 ©00556-67-2 72
3 Cyclotetrasiloxane, octamethyl- 526904 000556-67-2 72
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 511 (6.902 min): E2-meoh3.D\data.ms m/z 327.20 100.00%
327.2
5000 .
28.0 89.0 2071
0812 R AR Ea
“ 59.0 ‘ 183.1 15,1 179. 1“ | 23? 0 6.60 6.80 7.00 7.20
0 H\JM\u‘\u\‘u\\M\u‘\H\WHJ\M\u‘\H\‘u\w\“u‘ﬁu\wﬂhw\\u‘\u\w\\w\‘uyu\\M\\w\\u‘u\\w\\w\\u‘\m/z 207.10 42.70%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #891451: 1,7-Di(3-ethylphenyl)-2,2,4,4,6,6-hexamethyl-1,3,5,7-tetraoxa-2,4,6-trisilaheptane
327.0
5000 B Ram A REaRE TR
6.60 6.80 7.00 7.20
m/z 89.00  39.48%
0 73.0 119.0 1490 179.0,° " 237.0 2670 2050 | 433.0
T e T e e e e e e e e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #891450: 1,7-Di(2,5-dimethylphenyl)-2,2,4,4,6,6-hexamethyl-1,3,5,7-tetraoxa-2,4,6-trisilaheptane
3210 N A mmma s S a T
6.60 6.80 7.00 7.20
5000 m/z 328.20  35.05%
207.0
105.0 433.0
o270 T30 I 133015601790, | 287.0 2670 2950 e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #678718: 4-Amino-5-cyclohexyl-4H-1,2,4-triazol-3-yl hydrosulfide, 2TMS derivative AN AR AR
327.0 6.60 6.80 7.00 7.20
m/z 28.00 34.69%
73.0
5000
0 490 116.0 1460 171.0 199.0 2250 259.0 287.0 o
o R B e e R e RAEEmmaEE L s A REEmERasE
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 6.60 6.80 7.00 7.20

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample : E2-meoh
Peak Number: 9 at 6.904 min Area: 1386175 Area % 2.71
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 N-[4-(Acridin-9-ylamino)-phenyl]... 185354 1000317-35-4 25
2 Silane, methylvinyl(2,4-dimethyl... 254534 1000417-00-9 25
3 1-Dimethylthexylsilyloxyoctadecane 244109 1000281-98-6 23
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 1,7-Di(3-ethylphenyl)-2,2,4,4,6,... 891451 990571-72-8 47
2 1,7-Di(2,5-dimethylphenyl)-2,2,4... 891450 990571-72-7 38
3 4-Amino-5-cyclohexyl-4H-1,2,4-tr... 678718 990405-27-3 32
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 529 (7.022 min): E2-meoh3.D\data.ms m/z 28.10 100.00%
28.1
207.0
5000 120.1
91.0 371.2
73.0 281.0 [T T T
\ 510 | \ : 341.2 6.60 6.80 7.00 7.20 7.40
O\\WJ‘HM\\W\HHMMMH‘\JM‘\\\\Hﬂ\H‘\\\\M\\\‘\mh‘\h\\‘u\\‘\\\\w\\\J\\u \\\\‘H\\ﬂ\\\JM\U\‘\\m/Z 18.10 71.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #761868: Benzene, 1-methyl-4-(3,4,4-triphenyl-1,3-butadienyl)-, (E)-
371.0
281.0
5000 R R A
6.60 6.80 7.00 7.20 7.40
m/z 32.00 63.33%
o‘Hwm“HH_‘H_m‘mwH‘wHH_m_HWH“HH‘HH‘HH‘m‘WH_HWHH“W“W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #21591: 4-Hydroxystyrene
91.0 120.0
R A RERRREEAE
6.60 6.80 7.00 7.20 7.40
5000 m/z 207.00 54.26%
65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #758145: (E)-1-Phenyl-1-pyridyl-4-triethoxysilylbut-1-ene AR AR AR AR
208.0 371.0 6.60 6.80 7.00 7.20 7.40
m/z 120.10  50.58%
5000
119.0 163.0 H 326.0
omwH‘wHH_m_HWH“WH‘HH‘HH‘mw““‘wmwHH_‘H_m_m_‘m_mw IR 0 1 s e 1 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 6.606.807.007.20 7.40

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh

Peak Number: 10 at 7.921 min Area:

The 3 best hits from each library.

347109 Area % 0.68

Ref\#

C:\MassHunter\LIBRARY\NIST14.L
1 Benzenemethanamine, N-methyl-
2 1H-Pyrazole-1-acetamide, N-(2-et...
3 Ethyl 2-(phenylamino)propanoate

C:\MassHunter\LIBRARY\W12N20_MAIN.L

1 Benzene, 1l-methyl-4-(3,4,4-triph...
2 4-Hydroxystyrene

3 (E)-1-Phenyl-1-pyridyl-4-trietho...

Food_Metabo_1-5MS.M Wed Jan 24 17:07:19 2024

9824
221181
58512

761868
21591
758145

CAS\# Qual
000103-67-3 16
1000316-39-9 12
099209-03-7 10
078906-75-9 90
990003-06-4 22
990466-77-6 22
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 691 (8.105 min): E2-meoh3.D\data.ms m/z 341.10 100.00%
341 .1
429.2
5000 281 73.0
207.1
1470 e A e
| “ ‘ %62 70 1760 | 2489 2812 3108| | h 7.80 8.00 8.20 8.40
O‘H\w\\u‘u\w\H\M\\M\u\M\u‘u\\M\H‘HWW\M\‘H\W\M\M\Hﬂu\\wﬂu‘H\w\u\‘u\w\u\w\u‘\ﬂ\w\u‘u\w\u m/z 429.20 67.85%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #209743: Phosphonoacetic Acid, 3TMS derivative
73.0 341.0
W
5000 e AR AR S
251.0 7.80 8.00 8.20 8.40
45.0 133.0 211.0 299.0 m/z 28.10  49.76%
o1°\w\1°3°\\h570181°\wH\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #919587: Silane, dimethyl(dimethyl(dimethyl(2-isopropylphenoxy)silyloxy)silyloxy)(2-isopropylphenoxy)-
341.0
e ARRARSS B
7.80 8.00 8.20 8.40
5000 m/z 73.00 42.00%
223.0 299.0
0 43.0 910 1210 161.0 193.0, | 267.0 Ll 8770 4190 476.0
R AR e R aE R e RA e m e A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #717796: Phosphonoacetic Acid, 3TMS derivative
73.0 341.0 7.80 8.00 8.20 8.40
m/z 18.00 35.74%
5000 251.0
45.0 133.0 211.0 299.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 7.80 8.00 8.20 8.40

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh
Peak Number: 11 at 8.103 min Area: 835457 Area % 1.63
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Phosphonoacetic Acid, 3TMS deriv... 209743 053044-27-2 43
2 Quinoline, 4-(4-chlorophenoxy)-8... 197920 1000266-59-1 35
3 2-Chloro-4-(4-methoxyphenyl)-6-(... 197930 063673-76-7 35
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Silane, dimethyl(dimethyl(dimeth... 919587 990594-14-0 43
2 Phosphonoacetic Acid, 3TMS deriv... 717796 053044-27-2 43
3 9-Fluoro-6-p-tolyl-5H-benzo[d]be... 678024 990404-75-9 38
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 821 (8.973 min): E2-meoh3.D\data.ms m/z 355.20 100.00%
28.0 267 1 355.2
2071
5000 73.0
163.1 A S, L P S S
\‘ H | 5.9 13\2'9 \ ‘ W | 24?'0 M ‘ 297.3 3229 \ 8.60 8.80 9.00 920
0 e e e e e e e e e e e e e e e e m/z 28.00 94.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #716710: 3-(4-Chlorophenyl)-4,6-dimethoxy-1-(prop-2'-enyl)indole-7-carbaldehyde
355.0
5000 R AR RRREREREY
8.60 8.80 9.00 9.20
32&0‘ m/z 267.10 81.95%
GHH_m_m_m_HwmWm‘mwmwHH_m‘HHWH_m_‘H_Hw“‘l”‘lm‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #718400: 10-(4-chlorophenyl)-8-fluoranyl-3-methyl-benzo[g]pteridine-2,4-dione
355.0
8.60 8.80 9.00 9.20
5000 m/z 18.10 59.86%
271.0 298.0
o“““““““““‘%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #753469: Cyclopentasiloxane, decamethyl- AR AR
355.0 8.60 8.80 9.00 9.20
73.0 267.0 m/z 207.10 57.65%
5000
0,150 450 108.0 133.0 154.0 175.0193.0  223.0 2490 || 2930 3230
T T T e e T T T T T e e e e e R AERaREE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 8.60 8.80 9.00 9.20

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh
Peak Number: 12 at 8.973 min Area: 348221 Area % 0.68
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Cyclopentasiloxane, decamethyl- 220035 000541-02-6 53
2 Cyclopentasiloxane, decamethyl- 220037 000541-02-6 38
31,3,5,7,9-Pentaethylbicyclo[5.3.... 229138 073420-26-5 27
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 3-(4-Chlorophenyl)-4,6-dimethoxy... 716710 990434-66-6 78
2 10-(4-chlorophenyl)-8-fluoranyl-... 718400 990436-01-1 72
3 Cyclopentasiloxane, decamethyl- 753469 000541-02-6 53
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 832 (9.047 min): E2-meoh3.D\data.ms m/z 163.10 100.00%
168.1
281.1
5000 8.0 251
207.1 355.1 VL .
LW o LB L] feee L M Temswsnad
0\\\\MJM\‘H\\HH\\‘\H\‘\H\\\\H‘\ﬂu‘\\\w\\ﬂw\d\\M\\\M\\\‘HH\‘M\\‘\H\‘\H\‘\\HH\\H‘\\\WW\\\m/z 281.10
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
Abundance #140872: 2H-1,3,4-Benzotriazepine-2-thione, 5-benzyl-1,3-dihydro-3-methyl-
281.0
30.0
5000 248.0 RN R RN
91.0 161.0 ; i98(7) 9i(e)0 9.20 9.40
190.0 m/z .
6?0 - 1810 ‘ ‘ 2190 Il L
e L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
Abundance #475851: 2H-1,3,4-Benzotriazepine-2-thione, 5-benzyl-1,3-dihydro-3-methyl-
281.0
T
30.0 8.80 9.00 9.20 9.40
5000 248.0 m/z 28.00
90 190.0
6?0 i 13?0 \ ‘ ‘. 2190 Il L
) S Y T RS R NPV PR W GOVER |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
Abundance #474561: (4-Amino-2-(ethylamino)-1,3-thiazol-5-yl)(4-chlorophenyl)methanone RN AR RN RRRRE RN
139.0 281 0 8.80 9.00 9.20 9.40
111.0 m/z 73.10
5000 430 10
170.0
2370
ol 180, hu. i 910 19002199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 8.80 9.00 9.20 9.40

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample : E2-meoh

Peak Number: 13 at 9.045 min Area: 1279353 Area % 2.50
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 2H-1,3,4-Benzotriazepine-2-thion... 140872 141071-26-3 35
2 Piperidine, 1-(2-chloro-4-nitrob... 141342 282104-35-2 30
3 Cyclotetrasiloxane, octamethyl- 155950 000556-67-2 22
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 2H-1,3,4-Benzotriazepine-2-thion... 475851 141071-26-3 35
2 (4-Amino-2-(ethylamino)-1,3-thia... 474561 204188-39-6 30
3 6-Chloro-2-(2,4,6-trimethylpheny... 480113 990258-84-7 30
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Unknown Spectrum based on Apex

Library Search Report - ChemStation Integrator

Abundance Scan 1010 (10.236 min): E2-meoh3.D\data.ms
28.0 281.1
73.1
1471
5000 207.1 327.0 415.1

503.2

0 “ 11— L 11\\71 L 17\71\ IL ‘ 251 1\ ‘“ ‘ 38?'9” h ‘H
‘H‘_‘H‘H‘w‘Hw‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘Hw‘H‘_‘H‘H‘wH‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Abundance #268388: Cycloheptasiloxane, tetradecamethyl-
73.0 281.0
147.0
5000 327.0 415.0 503.0
221.0
; 7o | 1910 P %20 | 3820, | n
R e AR E A e T R AN E A R Eaa T aaath
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #947342: Cycloheptasiloxane, tetradecamethyl-
73.0 281.0
147.0
5000 327.0 415.0 503.0
221.0
AR R R T R AR S F e B e SRR RN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #947343: Cycloheptasiloxane, tetradecamethyl-
73.0 281.0
147.0
5000
327.0 415.0 503.0
221.0 ‘ ‘ ‘
o‘m_HWm_m_‘H‘HH‘mwHH"HWHWm“‘m_‘H‘HH“mwlewuwwmH‘!_‘Hwwwm‘hmw
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh

Peak Number: 14

at

10.235 min

The 3 best hits from each library.

C:\MassHunter\LIBRARY\NIST14.L

1 Cycloheptasiloxane, tetradecamet...
2 Cycloheptasiloxane, tetradecamet...
3 Piperidine, 1-(2-chloro-4-nitrob...

Area: 476369 Area % 0.93

Ref\# CAS\#

268388 000107-50-6 93
268387 000107-50-6 70
141342 282104-35-2 16

C:\MassHunter\LIBRARY\W12N20_MAIN.L

1 Cycloheptasiloxane, tetradecamet...
2 Cycloheptasiloxane, tetradecamet...
3 Cycloheptasiloxane, tetradecamet...

947342 000107-50-6 93
947343 000107-50-6 91
947344 000107-50-6 87

Food_Metabo_1-5MS.M Wed Jan 24 17:07:20 2024

m/z 28.00 100.00%
— —
10.00 10.50

m/z 281.10  90.49%
e e
10.00 10.50

m/z 73.10 72.72%
e i
10.00 10.50

m/z 18.00 67.35%
e e
10.00 10.50

m/z 147.05 49.07%
10.00 10.50
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 1128 (11.025 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0
207.1 341.1
5000
73.1 237.0 429.2
147.2 281.1 —
\\‘ “ | ?61 1171 ‘ ‘ Iy 1l H ‘ m | ‘ ‘\ H I ‘ 11.00
L0 e e e m/z 18.00 60.22%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #254925: Cyclohexasiloxane, dodecamethyl-
73.0
T T \
5000 341.0 1200 1100
147.0 m/z 207.10 58.88%
0 450 | 9501170 | 1770 2070 249.0271.0  311.0, || 367.0 397.0 ‘h
B L AL L b R R A R e ARRARaa
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #254924: Cyclohexasiloxane, dodecamethyl-
73.0 341.0 — ‘
499.0 11.00
5000 ’ m/z 341.10 56.68%
147.0
. 450 | 117.0 207.0 267.0 3110 | 397.0 h‘
el e A L o R I B e B B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #886299: Cyclohexasiloxane, dodecamethyl- “ T
73.0 341.0 11.00
' m/z 44.00 45.05%
429.0
5000
147.0
0 450 | 117.0 207.0 2670 3110 | se70 |
e e e e e e e e e e e e e e e e e e e e —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 11.00
Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample E2-meoh
Peak Number: 15 at 11.022 min Area: 287306 Area % 0.56
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Cyclohexasiloxane, dodecamethyl- 254925 000540-97-6 47
2 Cyclohexasiloxane, dodecamethyl- 254924 000540-97-6 47
3 Cyclohexasiloxane, dodecamethyl- 254923 000540-97-6 43
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Cyclohexasiloxane, dodecamethyl- 886299 000540-97-6 47
2 Cyclohexasiloxane, dodecamethyl- 886300 000540-97-6 47
3 Cyclohexasiloxane, dodecamethyl- 886298 000540-97-6 43
Food_Metabo_1-5MS.M Wed Jan 24 17:07:20 2024 Page: 16



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 1134 (11.065 min): E2-meoh3.D\data.ms m/z 237.10 100.00%
2371
163.1
S0 731 341.1
2
0 207.1 4291
267.0 3711
\‘ I ‘ 1330‘ | | ‘h h ‘ | \Hzgp I h ‘\ | ‘h‘ 475.3 11.00
0‘u\w\H\M\\w\H\M\u‘\u\M\u‘u\\M\H‘u\w\\u‘H\w\H\‘u\w\u\M\\w\H\M\H‘\H\M\H‘H\w\\u‘u\w\u\w\ m/z 163.10 65.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #719079: 4,4-DCBP Half Ester - BSTFA Derivative
341.0
5000 /\‘ \
76.0 104.0 163.0 267.0 1100
1350 297.0 m/z 341.10 61.46%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #719572: 4,6'-Dimethoxy-2'(trimethylsilyl)oxychalcone
341.0
" — I
11.00
5000 m/z 73.1@ 53.91%
73.0 121.0
oL 150 480 "7 gs0 " 1610 1890 219.05430267.0 3100 | |
Tl T B I T B I
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #370045: Thiophene, 2-(trimethylsilyl)-5-[(trimethylsilyl)ethynyl]-
237.0 11.00
m/z 28.00  39.94%
5000
73.0 111.0
o 450 1| 1450 179.0 207.0 h ‘h
R s I e B R AR R —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 11.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh
Peak Number: 16 at 11.065 min Area: 1235992 Area % 2.42
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Thiophene, 2-(trimethylsilyl)-5-... 112960 1000142-86-0 22
2 Propenoic acid, 3-(5-ethoxycarbo... 99179 052649-02-2 22
3 Thieno[3,2-d]pyrimidine-3-carbon... 99575 171286-79-6 14
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 4,4-DCBP Half Ester - BSTFA Deri... 719079 990436-57-1 25
2 4,6'-Dimethoxy-2" (trimethylsilyl... 719572 990436-95-0 25
3 Thiophene, 2-(trimethylsilyl)-5-... 370045 990182-52-8 22
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 1260 (11.907 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0
44.0
5000 87.0 2071
101.1" 145.0 '°11 1200
W) L momg | o T o0 T e | 267.12%1 2 1200
0\w\uw\uw\uw\uw\uwu\wu\wu\wu\wu\wuu‘uu‘uu‘uu‘uu‘uuM\HM\uM\uM\HM\HMH\MH\MH\MH\MH\MHW\HW m/z 18.00 79.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160 170 180 190200 210 220 230 240 250 260 270 280
Abundance #212332: 6,7-Dimethoxy-2-oxidanidyl-3,4-dihydroisoquinolin-2-ium
207.0
5000 PN
133.0 . .35%
176.0 m/z 44.00 55.35%
Olerrrrr e e e e e b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160 170 180 190200 210 220 230 240 250 260 270 280
Abundance #4662: 1,3-Dioxolane, 4-methyl-
44.0
T
87.0 12.00
58.0 o
5000 m/z 32.00 43.61%
H | 73.0
S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160 170 180 190200 210 220 230 240 250 260 270 280
Abundance #212097: 1-[(2-Nitrophenyl)amino]pyrrolidine 1
207.0 12.00
m/z 207.10  43.247%
5000 159.0
190.0
700 910 120.0 1450 17‘3.0
Olreprerepreeepererrrereprereprreerdepreeeibeerprrererebrereler bbb e ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160 170 180 190200 210 220 230 240 250 260 270 280 12.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample : E2-meoh
Peak Number: 17 at 11.905 min Area: 216024 Area % 0.42
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 1,3-Dioxolane, 4-methyl- 2073 001072-47-5 27
2 Naphthalene, 6-chloro-1-nitro- 71200 038396-29-1 27
3 Boric acid (H3BO03), tris(1-methy... 55029 005419-55-6 14
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 6,7-Dimethoxy-2-oxidanidyl-3,4-d... 212332 084122-10-1 38
2 1,3-Dioxolane, 4-methyl- 4662 001072-47-5 30
3 1-[(2-Nitrophenyl)amino]pyrrolidine 212097 990084-62-0 27
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 1304 (12.201 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0 3556.1
73.1
5000 207.1 281.0
—— ——
| ke R n ‘\ o ‘\ \ ‘u | 12.90 1259
0t b b e e A e — — m/z 355.10  93.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #997140: Cystine, TBS 2X
73.0
281.0
355.0 ‘ S N auan
5000 189.0 12.00 1250
147.0 1 0247-0 1230 401.0 m/z 18.10  68.88%
N O U i 0 O - O T Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #972325: Cyclooctasiloxane, hexadecamethyl-
73.0 355.0
—— ——
147.0 2210 12.00 12.50
5000 ‘ 281.0 401.0 m/z 73.106 61.93%
| 327.0 ‘ N 489.0 577.0
0h— e e e e M b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 P
Abundance #718400: 10-(4-chlorophenyl)-8-fluoranyl-3-methyl-benzo[g]pteridine-2,4-dione ol *12\00‘ *12\50‘ ‘
355.0 : :
m/z 43.90  49.54%
5000
271.0
0= — —— —— —— ““ i — — — — — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample : E2-meoh
Peak Number: 18 at 12.201 min Area: 623145 Area % 1.22
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 2,4-Dihydroxybenzoic acid, 3TMS ... 220196 010586-16-0 37
2 (-)-Epinephrine, 3TMS derivative 238025 1000333-51-3 35
3 Epinephrine, (.beta.)-, 3TMS der... 238029 010538-85-9 35
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Cystine, TBS 2X 997140 000000-00-0 43
2 Cyclooctasiloxane, hexadecamethyl- 972325 000556-68-3 43
3 10-(4-chlorophenyl)-8-fluoranyl-... 718400 990436-01-1 43

Food_Metabo_1-5MS.M Wed Jan 24 17:07:21 2024 Page: 19



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 1320 (12.308 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0
7.1
5000 8
207.0
57.0 00 1250
R 116.0  147.2 | 281.0 355.0 12.00 12.50
0\\HJ‘H\"”\\W‘\\\W\HH\M\H\‘\\J\‘UH\‘\\\\‘\HH‘\J\\‘\\\w\\\\‘\\\w\\\\‘\\\\M\\\‘\\H\M\\\ m/z 18.10 69.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #739938: Diethyl (1-phenethyl-1,3- d|a2asp|ro[4 4]non-2-en-4-yl)phosphonate
07.0
— ——
5000 227.0 281.0 12.00 12.50
105.0 9
133.0 m/z 87.10 51.95%
I L | 335.0 3950
o1 e e e e e e e e
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #364854: 3-i-Propyl-1,4,4-trimethyl-1,2,3,4-tetrahydrophosphinoline-1-oxide
165.0 207.0 MA
L S g ks
12.00 12.50
5000 m/z 44.00 49.87%
91.0 115.0
147.0 235.0
N I N O I T Y S
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #124363: 3,4-Di-O-methyl-L-arabinopyranose T T
87.0 12.00 12.50
m/z 32.00 38.34%
5000
58.0
\‘ 119.0 1470
c‘m_m‘mw ‘“_JH‘;MHM‘W‘_m‘mWm_m_m_m_m_m_wWm_m_m — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 12.00 12.50

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample

Peak Number:

E2-meoh

19

at

12.305 min

The 3 best hits from each library.

Area:

Ref\#

263130 Area % 0.51

CAS\#

C:\MassHunter\LIBRARY\NIST14.L
1 3,4-Di-0-methyl-L-arabinopyranose
2 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-...
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-...

C:\MassHunter\LIBRARY\W12N20_MAIN.L

1 Diethyl (1-phenethyl-1,3-diazasp...
2 3-i-Propyl-1,4,4-trimethyl-1,2,3...
3 3,4-Di-0-methyl-L-arabinopyranose
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46476
273137
274267

739938
364854
124363

086049-20-9
1000351-89-6
1000351-92-0

990452-65-2
990179-08-5
086049-20-9

14
14

64
50
22
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 1409 (12.902 min): E2-meoh3.D\data.ms m/z 237.10 100.00%
2371
28.0 281.2
7341 163.1 327.1
5000 207.1
415.1 - L
I ‘\‘ m‘ | u‘ 105 1:\3\‘3 L Al ‘\ h bl h ‘\ H‘ h \383 0 TR SOﬁZ 12:50 13.00
waH‘H\w\Hw\H\MHH‘H\WHH\\H\M\H‘HH‘H\w\H\M\HM”H‘H\W\H\M\HM\H‘H”w\H\MH\M\H‘H\W\HW\H\MHH‘\m/z 28.00 71.47%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Abundance #680520: 1H-2-Benzopyran, 3-(3,4-dimethoxyphenyl)-6,7-dimethoxy-1-methyl-
327.0
5000 L LAl
12.50 13.00
m/z 281.15 70.56%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #947341: Cycloheptasiloxane, tetradecamethyl-
73.0 281.0
— ‘ :
147.0 12.50 13.00
5000 m/z 73.106 61.98%
327.0 415.0 503.0
221.0 38
0 45.0 | 117.0, | 191.0 | 2490 | U \‘355 03830] | 473.0 |
R R R N R L R AR L R AR A R e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #474819: N-Ethoxy-4-methyl-5-(p-methoxyphenyl)thiazole-2(3H)-thione
237.0 12.50 13.00
281.0 m/z 327.10 57.63%
400 770 ‘
0 ‘l“““““““““““““‘ o dopo
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 12.50 13.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh
Peak Number: 20 at 12.899 min Area: 1366823 Area % 2.67
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Cycloheptasiloxane, tetradecamet... 268387 000107-50-6 38
2 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 250548 000995-82-4 14
3 2-(p-(Dimethylamino)phenyl)benzi... 99448 002562-71-2 14

C:\MassHunter\LIBRARY\W12N20_MAIN.L

1 1H-2-Benzopyran, 3-(3,4-dimethox... 680520 093772-22-6 49
2 Cycloheptasiloxane, tetradecamet... 947341 000107-50-6 38
3 N-Ethoxy-4-methyl-5-(p-methoxyph... 474819 990255-01-8 35
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Unknown Spectrum based on Apex

Library Search Report - ChemStation Integrator

Abundance Scan 1561 (13.918 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0
5000 429.2
73.0 207.1
14.00
04 \“\‘\‘\““H‘H“‘\H \“H‘HH““\ \“H‘\‘\ \“\‘H“\ \““h‘””“‘” ‘\“\\H‘HH‘HH‘HH‘H m/z 18.00 69.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #984152: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
281.0 3530
5000 : LI
14.00
m/z 44.00 53.14%
475.0
; e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #984151: Cyclononasiloxane, octadecamethyl-
73.0 429.0
——
14.00
147.0
5000 221.0 355.0 m/z 429.20  44.99%
281.0
475.0
ol 280 1050 | tsgol | “h L sea;o\ﬁw Loasza | 7T ssiese30 6510
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #901566: N-{[4-(2,2-Bis(trimethylsilyl)ethenylphenyl](1-tert-butyl-1H-tetrazol-5-yl)methyl}butan-1-amine L
207.0 429.0 14.00
m/z 207.10 37.64%
5000 73.0
386.0
05 \ I \ I \ \ \ ‘J ‘ ?410 \ \ I \
T R T T T T T T T T T T et T B T I —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh

Peak Number: 21 at 13.916 min Area:

The 3 best hits from each library.

348499 Area % 0.68

Ref\#

CAS\# Q

C:\MassHunter\LIBRARY\NIST14.L
1 Morphine, bis(trimethylsilyl) ether
2 Acetamide, N-[(4.alpha.,5.alpha....
31,3,5,7,9,11-Hexaethylbicyclo[5....

C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Cyclononasiloxane, octadecamethyl-
2 Cyclononasiloxane, octadecamethyl-
3 N-{[4-(2,2-Bis(trimethylsilyl)et...
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250454
250530
258604

984152
984151
901566

1000417-20-2
013944-35-9
073113-17-4

000556-71-8
000556-71-8
990579-75-2

43
38
37
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 1657 (14.559 min): E2-meoh3.D\data.ms m/z 237.10 100.00%
28.1 731 2371 355.2
163.1 281.1
207.1
5000
133.0 s11.3 401.1 —L :
H‘ \\‘ 0 A T ‘\H ‘ Il ‘ N h ‘H\ h 1] HH H ‘\ | ‘H M‘H ‘ \‘\ ‘4291 14.50
O‘H\W\H\M\u‘H\W\H\M\H‘u\w\u\w\u‘u\\\\u‘H\W\H\M\H‘u\w\u\w\u‘u\‘\u\‘H\W\H\M\u‘u\w\u\w\u‘\m/z 28.10 87.21%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
AWNMMG#HG%GPme34dwmmb460H5mdmw3(4mbmmwwmamWWOZSmmawrummw-@ammSamma
55.0
243.0 L
5000 14.50
‘ m/z 355.20  84.34%
owwH‘w_m_m‘mWm_m_m‘mWm‘w_H‘wmwwwww“‘m“_Mmwwawwww
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #753995: 2,5-Dihydroxybenzoic acid, 3TMS derivative
355.0
T ‘ \M\ ‘
73.0 14.50
5000 m/z 73.1@ 83.72%
45.0 223.0 267.
o150 T | 1050 MTO 4930 2070 297.03010 |
AR o e e A R A o AR N R RN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #997140: Cystine, TBS 2X
73.0 14.50
281.0 m/z 18.00 69.01%
355.0
5000 189.0
147.0 221.0247.0 3230 401.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 14.50

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

981014 Area % 1.92

Sample E2-meoh
Peak Number: 22 at 14.562 min Area:
The 3 best hits from each library. Ref\#
C:\MassHunter\LIBRARY\NIST14.L
1 2,5-Dihydroxybenzoic acid, 3TMS ... 220195
2 Benzeneethanamine, N-[(pentafluo... 271614
3 3,4-Dihydroxyphenylglycol, 4TMS ... 258662
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Pyrrolo[3,4-c]pyrazole-4,6(1H,5H... 716586
2 2,5-Dihydroxybenzoic acid, 3TMS ... 753995
3 Cystine, TBS 2X 997140

Food_Metabo_1-5MS.M Wed Jan 24 17:07:22 2024

CAS\# Qual

003618-20-0 27
055429-13-5 22
056114-62-6 22
118205-67-7 38
003618-20-0 27
000000-00-0 27
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Unknown Spectrum based on Apex

Library Search Report - ChemStation Integrator

Abundance Scan 1775 (15.348 min): E2-meoh3.D\data.ms m/z 74.10 100.00%
741
5000 28.0
‘H 590 | 971 1151201 | 45701711185 207.1 ‘ 2412 15.00
0 mn MH il vl | ‘ ‘ |
H‘HH‘HH‘HH‘HHHH‘HH‘\H‘HH‘\H\‘HH‘\\H‘HH‘HH‘\H\‘HH‘\\H‘HH‘HH‘\H\‘HH‘\H\‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘m/z 87.16
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #130813: Hexadecanoic acid, methyl ester
74.0
5000 \
43.0 15.00
143.0 m/z 28.00
ol 150 %0 o | TPl om0 010" g0 0ts01sm0prg o Saurg 2100
v e e bk e B P L T e S e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #130841: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—
15.00
5000 43.0 m/z 143.05
29.0 1430
0 | ‘ L 97.0 111,0 129.0 157.0171.0185.0199.0213.0227-0241.0 270.0
H_‘H‘HH‘H‘WH‘W‘HW‘H‘_“_‘H_‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #438260: Hexadecanoic acid, methyl ester N
74.0 15.00
m/z 44.00
5000
43.0
143.0
Dasomo | TP a0 150120 ey oimotssorennnso® dare 200
H_‘H‘HH‘H‘WH“‘Hw‘u‘_“_:H_‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘H‘ —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160 170 180 190 200 210 220 230 240 250 260 270 280 15.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample

Peak Number:

The 3 best hits from each library.

E2-meoh

23 at

15.348 min

C:\MassHunter\LIBRARY\NIST14.L

1 Hexadecanoic acid, methyl ester
2 Pentadecanoic acid, 14-methyl-,
3 Hexadecanoic acid, methyl ester

C:\MassHunter\LIBRARY\W12N20_MAIN.L

1 Hexadecanoic acid, methyl ester
2 Pentadecanoic acid, 14-methyl-,
3 Hexadecanoic acid, methyl ester
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Area: 1334783 Area % 2.61
Ref\# CAS\# Qual
130813 000112-39-0 99
130841 ©05129-60-2 99
130820 000112-39-0 98
438260 000112-39-0 99
438360 005129-60-2 99
438264 000112-39-0 98
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

m/z 28.00 100.00%

—
15.50
m/z 18.00 74.55%

—
15.50
m/z 44.00 57.73%

T
15.50
m/z 32.00 40.83%

—
15.50
m/z 207.00 33.74%

Abundance Scan 1790 (15.448 min): E2-meoh3.D\data.ms
28.0
5000 207.0
731 . 281.0
147.0 3551 4292 503.2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #990056: Cyclodecasiloxane, eicosamethyl-
5.0 281.0
147.0 503.0
221.0 .
5000 355.0 429.0
ol 220 100, | 180l | L1380y | ‘i\h‘\h‘ !L | ﬁﬁmp k., 54905910
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #990057: 2,2,4,4,6,6,8,8,10,10,12,12,14,14,16,16,18,18,20,20-Icosamethylcyclodecasiloxane
73.0 147.0
281.0
5000 221.0
355.0
‘ 429.0 503.0
0 _H‘_m‘_‘m‘;‘”“‘H‘m_m‘w ‘““u”“uw‘_w‘_H‘_HwHH_H‘_H“_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #996699: Silicone grease, siliconfett
207.0
281.0
5000
73.0 147.0 355.0
o | Ll e s
L O V8 VY M A W N it el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample : E2-meoh
Peak Number: 24 at 15.446 min Area:

The 3 best hits from each library.

364625 Area % 0.71

Ref\#

CAS\#

C:\MassHunter\LIBRARY\NIST14.L
1 Cyclononasiloxane, octadecamethyl-
2 Octasiloxane, 1,1,3,3,5,5,7,7,9,...
31,1,1,5,7,7,7-Heptamethyl-3,3-bi...

C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Cyclodecasiloxane, eicosamethyl-
2 2,2,4,4,6,6,8,8,10,10,12,12,14,1. ..
3 Silicone grease, siliconfett
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274624
272253
254928

990056
990057
996699

000556-71-8
019095-24-0
038147-00-1

018772-36-6
018772-36-6
000000-00-0

920
62
49

—
15.50
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 1884 (16.076 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0 237.1
163.1 207.1
73.1
5000
281.0 355.1 429.2
133.2 311.1 — ‘
401.0 16.00
ok Al O A W R T ' O O | oyl 4590 .
\\H‘\H\M\\w\u\‘u\\w\u‘\H\M\\w\H\‘H\w\\u‘\u\w\\w\u\‘u\w\\u‘u\\M\\w\u\‘u\w\\H‘H\\M\\w\u m/z 237.10 97.96%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460
Abundance #318235: 2-(4-Methoxyphenyl)-5-methylindolizine
237.0
207.0
5000 U ‘
16.00
m/z 18.10 71.22%
omwmwm_m_m_m_m_m_m_m_!whm“uH‘HHWH‘HHWH‘HHWH‘HHWH‘mwm‘m
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460
Abundance #317454: 2-Acetyl-1,3,3,4,4-pentamethylcyclopentene semicarbazone
41.0 237.0
1210 179.0 L — I
: 16.00
5000 m/z 163.1@ 70.77%
05.0
] ““““““““
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460
Abundance #476031: N,N-Dimethyl-2-(thiophen-3-yl)-1-naphthamide U e
208.0 237.0 16.00
m/z 44.00 69.77%
5000 165.0
281.0
0 e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 16.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh
Peak Number: 25 at 16.079 min Area: 692904 Area % 1.35
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Methanone, (3,4-dimethylphenyl)(... 113628 1000269-02-7 25
2 Ethyl 4-hydroxyphenylacetate, TB... 153502 1000071-82-5 25
3 1-(Methylamino)anthraquinone 99404 000082-38-2 18
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 2-(4-Methoxyphenyl)-5-methylindo... 318235 990148-67-2 47
2 2-Acetyl-1,3,3,4,4-pentamethylcy... 317454 016983-65-6 38
3 N,N-Dimethyl-2-(thiophen-3-yl)-1... 476031 990255-95-3 38
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 2000 (16.851 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0
207.1
5000
73.2 281.0 355.1
147.2 — 7
H‘ | ‘H\\ ‘\10\9\1 I | H I | “\ | | h 4009‘42?2 46\10 503.1 16.50 17.00
O e e e e e e e e e e e e e/ z 44,00 80.78%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #475399: 2H-1,4-Benzodiazepin-2-one, 1,3-dihydro-7-nitro-5-phenyl-
44.0
2530 2800
5000 - LT
206.0 16.50 17.00
m/z 18.00 68.06%
Lo oo | | ||
T e e S —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #924024: (10E)-3-((E)-4,8-dimethylnona-3,7-dien-1-yl)-N,N-diethyl-11,15-dimethyl-7-methylenehexadeca-2,10,14-trien-1-a
207.0
“ 7
16.50 17.00
281.0
5000 m/z 207.1@ 48.95%
133.0 177.0 253.0
107.0 . 41
Oherrrererrrprerepr e beeteeep byl e ey e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #749489: 5,6-Dihydro-2,3,10,11-tetramethoxyisoquino[1,2-b]quinazolin-8-one T L
207.0 16.50 17.00
281.0 m/z 355.10 38.94%
5000
147.0 ‘ 353.0
S O O N NN UOR RN TV YY" (1Y BT WYYV

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample : E2-meoh

Peak Number: 26 at 16.850 min Area: 232978 Area % 0.46
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 5-(3-Allyl-2(3H)-benzothiazolyli... 259479 1000224-51-6 9
2 Thieno[2,3-b]pyridine-2-carboxam... 71830 1000351-59-9 9
3 1-methyl-4-phenyl-5-thioxo-1,2,4... 71827 1000404-25-4 9
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 2H-1,4-Benzodiazepin-2-one, 1,3-... 475399 000146-22-5 38
2 (10E)-3-((E)-4,8-dimethylnona-3,... 924024 990597-59-8 25
3 5,6-Dihydro-2,3,10,11-tetrametho... 749489 990460-15-9 25
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T
16.50 17.00
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Unknown Spectrum based on Apex

Abundance Scan 2066 (17.292 min): E2-meoh3.D\data.ms m/z 74.10 100.00%
741
5000
143.1 2553 298.4 /k
28.0 55.1 1992 ' —— —r
‘ ‘\‘ m‘ MT wet oy o vty 2278, ) | 28t ) 17:00 17:50
0 \\\‘\\\ \\\\‘\\ o Ao e e e e e e /z 87,10 71.32%
m/z--> 20 4 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #157885: Methyl stearate
74.0
5000 LN UL
143.0 055.0 298.0 17.00 17.50
43.0 570 199.0 m/z 298.40  36.73%
0 2710 ‘ ‘ %P \ ‘ \‘H ‘ \‘\. ‘ 1\1 \5.0 ‘\ Il | 17\1 'O ‘ I | 227'0 | | 2?‘0 0 ‘
““““““ ““““““““““““ e el
m/z--> 20 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #157884: Methyl stearate
74.0
—— ——
17.00 17.50
5000 m/z 143.05 31.68%
43.0 143.0 2550 298.0
199.0
oL 270 0] o0 s 710 TC 2270 | 2700 |
e e
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #538001: Methyl stearate T T T
74.0 17.00 17.50
m/z 255.30  28.61%
5000
143.0 256.0 295.0
43.0
97.0 199.0
O 2710 “ %P \ ‘ ‘H ‘ \‘\. 1\1 \5.0 ‘\ Il Il 171 'O ‘ ‘\ ‘ 227'0 | | 2'?‘0 0 ‘
T “““ “ b et e e e e e e e AR A A ; ; —
m/z--> 20 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17.50

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUs

Sample E2-meoh
Peak Number: 27 at 17.291 min Area: 2935183
The 3 best hits from each library. Ref\#
C:\MassHunter\LIBRARY\NIST14.L
1 Methyl stearate 157885
2 Methyl stearate 157884
3 Methyl stearate 157882
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Methyl stearate 538001
2 Methyl stearate 538003
3 Methyl stearate 538000

Food_Metabo_1-5MS.M Wed Jan 24 17:07:23 2024

turk\230124\E2-meoh3.D

Area % 5.74
CAS\# Qual
000112-61-8 99
000112-61-8 99
000112-61-8 98
000112-61-8 99
000112-61-8 99
000112-61-8 98
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Unknown Spectrum based on Apex

Abundance Scan 2093 (17.473 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0
2371
5000 207.1
73.1 163.2 281 1
133.1 3” T 3551 1750
‘ \H |ud wl ‘\\A\‘\O?\‘I I ‘\u IL ly M ‘\ “ Ll ‘\ | il ‘\ ‘h 40;‘ 0 42\9 3 461.3 503.1 '
0‘H\w\H\M\H‘HH‘H\w\H\M\HM\H‘H\w\H\MH\M\H‘H\w\Hw\H\M\H‘H\wu\w\H\M\H‘HH‘H\W\H\M\HM\H‘H\W m/z 237.10 67.25%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996704: Silikonfett
207.0
281.0 L
e
5000 17.50
73.0 147.0 355.0 4290 m/z 44.00 67.00%
oL, 280 | 1190, 177.00 | | 2490, | | 8270 401.0 "7 503.0
e e e e e e e e e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996827: Silikonfett
207.0
——
281.0 17.50
5000 m/z 207.10 51.18%
73.0 147.0 355.0 429.0
oL, 280 | 1190, 1770, | | 2490 | = 8270, | 401.0 "7 503.0
e e e e e e e e e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996699: Silicone grease, siliconfett T
207.0 17.50
m/z 18.00 46.89%
281.0
5000
73.0 147.0 355.0 429.0
oL, 280 | 119.0, 177.0, | | 2490, | = 3270 401.0 "7 503.0
e e e e e e e e e e e e e e e e e e —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 17.50
Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample E2-meoh
Peak Number: 28 at 17.471 min Area: 463022 Area % 0.91
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 1,2-Dimethoxy-4-(1,3-dimethoxy-1... 100042 1000313-34-4 27
2 acetic acid, 2-[4-[[(dimethylami... 112819 1000401-40-7 27
3 8-Dimethylamino-1,3,7-trimethyl-... 98987 078146-62-0 14
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Silikonfett 996704 000000-00-0 38
2 Silikonfett 996827 000000-00-0 38
3 Silicone grease, siliconfett 996699 000000-00-0 38
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Unknown Spectrum based on Apex

Abundance Scan 2191 (18.128 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0
5000 207.1
73.1
147.2 281.1 395.2 4292 — ——
\‘ Ay | \\111'0 | | ‘ ‘ | L 325.0 I 40(\)9\ I 18.00 18.50
O B e R R AR RS RS R R R R m/z 44.00 67.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #924024: (10E)-3-((E)-4,8-dimethylnona-3,7-dien-1-yl)-N,N-diethyl-11,15-dimethyl-7-methylenehexadeca-2,10,14-trien-1-a
207.0
5000 281.0 T ‘ T T ‘ T
18.00 18.50
133.0 m/z 18.00 60.93%
107.0 177.0 253.0 341.0 481.0
| ‘ Il ‘ M\ | L Ll :
O T T T T T T e e e e e T e e e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #739938: Diethyl (1-phenethyl-1,3-diazaspiro[4.4]non-2-en-4-yl)phosphonate
207.0
T 7
18.00 18.50
m/z 207.10 44.44%
5000 281.0 /
105.0
e 1 | 3550
O v p e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #774949: 2-Acetyl-2-{bis[4-(dimethylamino)phenyl]methyl}cyclopentanone T T T
207.0 18.00 18.50
253.0 m/z 32.00 35.00%
5000 281.0
134.0 ‘ ‘
) L e 7 — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 18.00 18.50

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample

Peak Number:

E2-meoh

29 at 18.127 min Area:

The 3 best hits from each library.

C:\MassHunter\LIBRARY\NIST14.L

1 1-methyl-4-phenyl-5-thioxo-1,2,4...

2 Benzo[h]quinoline, 2,4-dimethyl-
3 1H-Indole, 5-methyl-2-phenyl-

C:\MassHunter\LIBRARY\W12N20_MAIN.L

1 (10E)-3-((E)-4,8-dimethylnona-3,...
2 Diethyl (1-phenethyl-1,3-diazasp...
3 2-Acetyl-2-{bis[4-(dimethylamino...

Food_Metabo_1-5MS.M Wed Jan 24 17:07:23 2024

359125 Area % 0.70

Ref\# CAS\#

71827 1000404-25-4 9
71668 000605-67-4 9
71661 013228-36-9 9

924024 990597-59-8 25
739938 990452-65-2 25
774949 990479-85-7 17
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Unknown Spectrum based on Apex

Abundance Scan 2285 (18.756 min): E2-meoh3.D\data.ms m/z 28.10 100.00%
28.1
2071
5000 73 1 237.1
’ 163.2 281.1 — —
Al \y\ 1030 1331‘ “ AT R 1l M 31?9‘ 350 40124290 461.0 18:50 19.00
0‘u\W\H\M\HM\H‘H\W\H\M\HM\H -t e e e e e e e e m/z 44.00 84.55%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #739059: 2,3,3,6,9,9,10-Heptamethyl-2-aza-10-azoniabicyclo[4.4.0]-1-decene fluorosulfonate
207.0
237.0 . . ! !
5000 ‘ ‘
18.50 19.00
‘ m/z 18.10 70.56%
0_‘H‘HH_HWm_m‘H‘w‘m_m‘HH‘mwm‘_‘““‘mww_m‘uH‘H‘w‘H"HH‘mwHH_Mwwwwm‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996704: Silikonfett
207.0
e e
281.0 18.50 19.00
5000 m/z 207.1@  59.26%
73.0 147.0 355.0
429.0 503.0
oL 280 | 1190, 177.0, | | 2490 | | 3270 | 401.0 "7 ;
L L e e e L e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996827: Silikonfett U ]
207.0 18.50 19.00
m/z 237.10 42.25%
281.0
5000
73.0 147.0 355.0
327.0 429.0 503.0
oL 280 ‘ 119.0, 177.0, | | 2490, | \ 401.0 : B
L e e e e T e e e e e e e e e —— ot
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 18.50 19.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample : E2-meoh

Peak Number: 30 at 18.756 min Area: 289380 Area % 0.57
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 3,6-Bis-dimethylaminomethyl-2,7-... 184114 1000318-33-0 32
2 2-Methoxy-N-methylethylamine 2242 038256-93-8 22
3 1-Octadecanamine, N-methyl- 143107 002439-55-6 22

C:\MassHunter\LIBRARY\W12N20_MAIN.L

12,3,3,6,9,9,10-Heptamethyl-2-aza... 739059 000000-00-0 47
2 Silikonfett 996704 000000-00-0 46
3 Silikonfett 996827 0000VO-00-0 46
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 2369 (19.317 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0
2071
5000
73.0 2811 355.1 4293 \ \
. 147.0 . . ‘ ‘
J “ ‘ L N A Y 3251, ‘\ 400.7 | 50?3 19.00 19:50
0‘H\w\H\M\H‘HH‘H\w\H\M\HM\H‘H\w\H\MH\M\H‘H\w\H\MH\M\H‘H\w\Hw\H\M\H‘H\wuwwwuwwwu‘uu‘uww m/z 44.00 72.75%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996699: Silicone grease, siliconfett
207.0
281.0
5000 P U
19.00 19.50
73.0 147.0 355.0 m/z 207.18  52.23%
429.0 503.0
oL, 280 h 119.0, 1770, | | 2490 | = 8270, | 401.0, 7 ;
e e e e e e e e e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996827: Silikonfett
207.0
— —
281.0 19.00 19.50
5000 m/z 18.00 50.88%
73.0 147.0 355.0
429.0 503.0
oL, 280 | 19,0 1770, | | 2490 | , 8270 | 401.0 "7 ;
Rama e AR Ha e R e a R e e e  RARARER AT L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996704: Silikonfett T T
207.0 19.00 19.50
m/z 281.10 26.74%
281.0
5000
73.0 147.0 355.0
429.0 503.0
oL, 280 ‘ 119.0, 177.0, | | 2490, | 8270 401.0 ;
Rama AR AR Ha e A waa R L e A e RARAaEa AT L o e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 19.00 19.50

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample : E2-meoh

Peak Number: 31 at 19.317 min Area: 268364 Area % 0.52
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 2-Ethylacridine 71643 055751-83-2 14
2 N-Methyl-1-adamantaneacetamide 71587 ©31897-93-5 11
3 4-tert-Butylphenol, TMS derivative 85414 025237-79-0 11

C:\MassHunter\LIBRARY\W12N20_MAIN.L

1 Silicone grease, siliconfett 996699 0000VO-00-0 50
2 Silikonfett 996827 000000-00-0 50
3 Silikonfett 996704 00000V-00-0 50
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Unknown Spectrum based on Apex
Abundance

Library Search Report - ChemStation Integrator

Scan 2441 (19.798 min): E2-meoh3.D\data.ms

m/z 177.20 100.00%

177.2
28.1
340.4
5000 207.1
284.2 S0 zn S
0- HH‘H‘H“HH‘HH‘HH‘HH‘ T /2 28,10 76.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #675699: Phenol, 2,2'-methylenebis[6-(1,1-dimethylethyl)-4-methyl-
177.0
5000 149.0 T ‘ T T ‘ T
121.0 340.0 19.50 20.00
57.0 91 0 ‘ 2840 m/z 161.10  72.97%
o 290 \ bl ‘m\mm Il 1950 228024602650 " " 307.0 |
"““““““““““““‘ ““ e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #675704: Phenol, 2,2'-methylenebis[6-(1,1-dimethylethyl)-4-methyl-
177.0
—— oy
1400 340.0 19.50 20.00
5000 ’ m/z 340.40 60.22%
57.0 121.0
29 0 284.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #675705: Phenol, 2,2'-methylenebis[6-(1,1-dimethylethyl)-4-methyl- i e respasly
177.0 19.50 20.00
m/z 44.00 53.76%
5000 149.0 340.0
57.0 121.0
284.0
o 2?.0 L 770 ‘ ‘ ‘ 195.0 228.0 2490 |
R “"“““““““““‘_““ R B A I o —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 19.50 20.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh

Peak Number: 32 at

The 3 best hits from each library.

C:\MassHunter\LIBRARY\NIST14.L

1 Phenol, 2,2'-methylenebis[6-
2 Phenol, 2,2'-methylenebis[6-
3 Phenol, 2,2'-methylenebis[6-

19.796 min

Area: 1320542 Area % 2.58

Ref\# CAS\#

(1,1... 197659 000119-47-1 93
(1,1... 197661 000119-47-1 80
(1,1... 197662 000119-47-1 70

C:\MassHunter\LIBRARY\W12N20_MAIN.L

1 Phenol, 2,2'-methylenebis[6-
2 Phenol, 2,2'-methylenebis[6-
3 Phenol, 2,2'-methylenebis[6-

(1,1... 675699 000119-47-1 99
(1,1... 675704 000119-47-1 98
(1,1... 675705 000119-47-1 94
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Unknown Spectrum based on Apex

Library Search Report - ChemStation Integrator

Abundance Scan 2463 (19.945 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0
207.1
5000
3.4 2371 2811 —
O‘H\W\N\M\HMHMMHH‘MHW\H\\\u\\u‘HWW\u\Mu\M\u‘u\w\u\M\uM\u‘u\w\u\M\uw\u‘u\w\u\w\uw\u‘u\w m/z 44.00 89.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996827: Silikonfett
207.0
281.0
5000 LT
20.00
73.0 147.0 355.0 4290 m/z 207.10  63.26%
0. 280 | 1190, 1770, | | 2490 | 8270, | 401.0 "7 503.0
e e b e e e e e e e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996699: Silicone grease, siliconfett
207.0
——
281.0 20.00
5000 m/z 18.00 46.40%
73.0 147.0 355.0 429.0
0. 280 | 119.0, 1770, | | 2490 | = 8270, | 401.0 "7 503.0
e e e RS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996704: Silikonfett T T
207.0 20.00
m/z 237.10  28.11%
281.0
5000
73.0 147.0 355.0 429.0
0. 280 | 119.0, 1770, | | 2490 | = 8270, | 401.0 503.0 e
AR L il L S S AT i Y e RS SRR S i
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 20.00
Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample E2-meoh
Peak Number: 33 at 19.948 min Area: 403308 Area % 0.79
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 2-p-Nitrophenyl-5-isopropyloxy-o... 110179 041125-94-4 32
2 3,6-Bis-dimethylaminomethyl-2,7-... 184114 1000318-33-0 25
3 2-Ethylacridine 71643 ©55751-83-2 22
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Silikonfett 996827 00000O-00-0 52
2 Silicone grease, siliconfett 996699 000000-00-0 52
3 Silikonfett 996704 000000-00-0 52
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Unknown Spectrum based on Apex

Abundance Scan 2471 (19.999 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0
207.1
5000
281.1 —
O e e e e e e e e e e e e e et /2 44,00 77.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #211681: [4,6-bis(dimethylamino)-1,3,5-triazin-2-yljcyanamide
207.0
135.0
5000 T
20.00
44.0 178.0 o
710 96.0 ‘ ‘ ‘ m/z 207.10 71.88%
e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #537855: Despropionyl meta-Fluorofentanyl
164.0 207.0
—
20.00
5000 44.0 91.0 m/z 18.10 59.12%
136.0
65.0 ‘
109.0
0l g ““‘w“uw“JM‘JMM u:w‘UPJM“H P M“i““‘ﬂgg'p“‘ 1““ ““‘%5?59“‘ ““%93'9““ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #213615: 2-Ethylacridine U
207.0 20.00
m/z 32.00 32.47%
5000
0 76wo “96'(‘) 114.0 1400 n 1§\§.0\\\\ L h“
I A B L B LA o e —
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 20.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh

Peak Number: 34 at 19.996 min

The 3 best hits from each library.

Area:

Ref\#

246459 Area % 0.48

CAS\#

C:\MassHunter\LIBRARY\NIST14.L
1 2-Ethylacridine
2 Cyclotrisiloxane, hexamethyl-

3 1-methyl-4-phenyl-5-thioxo-1,2,4...

C:\MassHunter\LIBRARY\W12N20_MAIN.L

1 [4,6-bis(dimethylamino)-1,3,5-tr...

2 Despropionyl meta-Fluorofentanyl
3 2-Ethylacridine

Food_Metabo_1-5MS.M Wed Jan 24 17:07:24

2024

71643 055751-83-2
85994 000541-05-9
71827 1000404-25-4

211681 074150-88-2
537855 990300-39-9
213615 ©55751-83-2

59
59
58
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Unknown Spectrum based on Apex

Library Search Report - ChemStation Integrator

Abundance Scan 2536 (20.433 min): E2-meoh3.D\data.ms m/z 28.00 100.00%
28.0
207.1
5000
73.1 147.0 2812 355.1 4201 —
‘ M‘ m ‘h T 119. O\H 176. 9‘”\ H ‘ 253. 1\\ ‘h | | h 400.8 ‘\ 5031 20.50
0‘H\W\H\MH\M\H‘H\W\H\MH\M\H‘H\W\HW\H\M\H‘H\W\H\\H\M\H‘H\w\H\MH\M\H‘H\W\HW\H\M\H‘H\W\Hw m/z 44.00 81.38%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #213657: 2,4-Dimethylbenzo[h]quinoline
207.0
5000 N
20.50
m/z 207.10 66.79%
. 51.0 76.0 102.0 13901630 |
e e e e e e e e o oo meomomo-o oo o o o e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #575456: Tetrasiloxane, decamethyl-
207.0
——
73.0 20.50
5000 m/z 18.10 62.81%
295.0
0 450 | 133.0  177.0; 2470 |
e e e e e e e e e e e e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #475399: 2H-1,4-Benzodiazepin-2-one, 1,3-dihydro-7-nitro-5-phenyl- L
44.0 20.50
m/z 281.15 27.97%
253.0 280.0
5000
206.0
‘ ‘7701030 15201790 “ ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 20.50
Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample E2-meoh
Peak Number: 35 at 20.432 min Area: 308462 Area % 0.60
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Tetrasiloxane, decamethyl- 168283 000141-62-8 38
2 Cyclohexane-1,3-dione, 2-allylam... 71553 104926-37-6 35
3 2-Ethylacridine 71643 ©55751-83-2 32
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 2,4-Dimethylbenzo[h]quinoline 213657 000605-67-4 47
2 Tetrasiloxane, decamethyl- 575456 000141-62-8 38
3 2H-1,4-Benzodiazepin-2-one, 1,3-... 475399 000146-22-5 35
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Unknown Spectrum based on Apex

Abundance Scan 2630 (21.061 min): E2-meoh3.D\data.ms m/z 28.10 100.00%
28.1 207.1
5000 281.1
73.0 2371 L \
163.1 355.1
u‘ M Y T T ??\'9‘“ ‘13‘?.1\‘\\ " ‘\ “\ I ‘h | I ‘31(.)9 | ‘ 4292 21.00
O e e e e e b e e e e e e e e e e 1/ z 207,10 95.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #774949: 2-Acetyl-2-{bis[4-(dimethylamino)phenyl]methyl}cyclopentanone
207.0
253.0
T \
5000 281.0 21.00
134.0 m/z 44.00 86.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #581344: (3,3-Difluoro-9-phenyl-2,3-dihydro-1H-cyclopenta[b]quinolin-1-yl)methanol
207.0
LN \
21.00
5000 2810 m/z 18.1@ 58.77%
| 311.0
o e e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #575456: Tetrasiloxane, decamethyl- L
207.0 21.00
m/z 281.10 35.29%
73.0
5000
295.0
0 40.0 | 133.0 177.0 | h 2470 |
R B B LA L B B R B B R R R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 21.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh
Peak Number: 36 at 21.063 min Area:
The 3 best hits from each library. Ref\

# CAS\#

198322 Area % 0.39

C:\MassHunter\LIBRARY\NIST14.L

1 Tetrasiloxane, decamethyl-
2 Cyclotrisiloxane, hexamethyl-
3 2-Ethylacridine

C:\MassHunter\LIBRARY\W12N20_MAIN.L

1 2-Acetyl-2-{bis[4-(dimethylamino...
2 (3,3-Difluoro-9-phenyl-2,3-dihyd...
3 Tetrasiloxane, decamethyl-
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168283 000141-62-8 47
85994 000541-05-9 38
71643 055751-83-2 38

774949 990479-85-7 64

581344 990332-14-8 53

575456 000141-62-8 47
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Unknown Spectrum based on Apex

Abundance Scan 2694 (21.489 min): E2-meoh3.D\data.ms m/z 207.20 100.00%
28.0 207.2
281.1
5000 73.1 1471 355.2
429.1 —
‘ H‘ [T ULy \\‘\ ““1‘1”8. N 177 ‘h u‘ h h‘h ‘ ‘h 32\\7 1\ h N 40\\1 0‘ hu 47\5250f3 2150
0\\H‘H\w\Hw\H\M\H‘H\W\HW\H\M\H‘H\W\\\MH\M\H‘H\W\H\MH\M\H et e e m/z 28.00 94.34%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996704: Silikonfett
207.0
281.0
e
5000 21.50
73.0 147.0 355.0 m/z 44.00 85.68%
429.0 503.0
ol 280 | 1190 177.0, | 249.0 | 8270, | 401.0 "}
R B A AT R e RARasmmmanmsas
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996827: Silikonfett
207.0
——
281.0 21.50
5000 m/z 281.10 63.28%
73.0 147.0 355.0
429.0 503.0
ol 280 | 119.0, 1770, | | 2490, | 8270 | 401.0 "7 :
A B A e R L RARasmmmamsas
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996699: Silicone grease, siliconfett L
207.0 21.50
m/z 18.10 58.43%
281.0
5000
73.0 147.0 355.0
429.0 503.0
ol 280 | 119.0, 177.0, | 2490 | 3270/ | 401.0 "}
A B A R e A RARasmmmanmsas

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample : E2-meoh

Peak Number: 37 at 21.492 min Area: 1570404 Area % 3.07
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 1,4-Bis(trimethylsilyl)benzene 85161 013183-70-5 20
2 1,2-Benzenediol, 3,5-bis(1,1-dim... 85508 001020-31-1 18
3 1H-Indole, 2-methyl-3-phenyl- 71660 004757-69-1 18
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 Silikonfett 996704 000000-00-0 58
2 Silikonfett 996827 000000-00-0 58
3 Silicone grease, siliconfett 996699 00000V-00-0 58
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21.50
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Unknown Spectrum based on Apex

Library Search Report - ChemStation Integrator

Abundance Scan 2727 (21.709 min): E2-meoh3.D\data.ms m/z 207.10 100.00%
28.0 207.1
414.5
5000 281.2
105.1 145.1 329.3
1 —— —
0! “‘i‘”h}“““\“ I ﬁ-m‘%‘w‘“ L, : L i ‘E?‘OP\ M" At m/z 2;-:0@6 9262.0309"/
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #845159: (3S,8S,9S,10R,13R,14S,17R)-17-[(1R,3S)-3-ethyl-1,5-dimethyl-hexyl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,1€
414.0
329.0
213.0
273.0 —— —
5000 21.50 22.00
m/z 44.10 83.47%
o"H"H"_‘H"H"H“wHH_HJ“‘H“‘H‘MH‘HH‘HH‘HH_HWHH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #845043: 24(Z)-methyl-25-homocholesterol
414.0
—— ——
21.50 22.00
5000 43.0 m/z 414.50 55.78%
95.0 303.0
1450 5130 2550
N 7o TN Ty 1118540 | | | 4690 5360 5860 6450 6930
et b b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 N
Abundance #845126: (22R,24S)-22,24-Dimethylcholesterol peullps ogln
414.0 21.50 22.00
m/z 18.00  52.55%
5000
213.0
2550 329.0
o"H"H"_‘H"H"H““‘HH“‘“‘“HJu“;m”‘HH‘HH‘HH_HWHH_ e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 21.50 22.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

5668212 Area % 11.08

Sample E2-meoh
Peak Number: 38 at 21.708 min Area:
The 3 best hits from each library. Ref\#
C:\MassHunter\LIBRARY\NIST14.L
1 Stigmast-8(14)-en-3.beta.-ol 245067
2 1H-Indole, 1-methyl-2-phenyl- 71659
3 3-Methoxyergost-8(14)-ene 245065
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 (3s,8S,95,10R,13R,145,17R)-17-[ (... 845159
2 24(Z)-methyl-25-homocholesterol 845043
3 (22R,24S)-22,24-Dimethylcholesterol 845126
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CAS\# Qual

018069-99-3 45
003558-24-5 25
006034-18-0 25
113845-28-6 95
000000-00-0 94
088802-34-0 70
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 2749 (21.856 min): E2-meoh3.D\data.ms m/z 207.10 100.00%
28.0 2071
5000
281.1 — ——
| ‘ l 73‘ .0 96‘ 1 | 1?‘3 2 | 177.0 L H 249.1 | 303.5 329.4 355.1 4145 21.50 22.00
0\\\w\JHﬂ\\H‘\Muﬂhwwwﬁ\ﬂpﬁwwddufh\H‘\H\‘H\\ﬁu\\w\\WNHH‘\\H‘\H\‘H\\‘H\\M\\w\\\ww\m‘\h\‘\m/z 28.00 85.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #817891: 1-(4-(3,3-Difluoro-1-phenyl-2,3-dihydro-1H-cyclopenta[b]quinolin-9-yl)phenyl)ethanone
207.0
— ——
5000 281.0 21.50 22.00
' m/z 44.00 71.22%
14(0 | 341.0 39?0
r----r Y e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #213567: 2,3-Dimethylbenzo[h]quinoline
207.0
“ —
21.50 22.00
5000 m/z 18.00 45.14%
165.0
0 51.0 820 1150 139.0 | . M
R R R e T L I R L R R T e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #264534: (2R)-3-Methyl-2-[(1S)-1-methyl-3,4-dihydropyrrolo[1,2-a]pyrazin-2(1H)-yl]butan-1-ol T T 7
207.0 21.50 22.00
m/z 281.10 27.28%
5000 121.0
0HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘H‘;\‘\!H‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘\ . T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 21.50 22.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample : E2-meoh

Peak Number: 39 at 21.853 min Area: 617129 Area % 1.21
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Cyclotrisiloxane, hexamethyl- 85994 000541-05-9 50
2 (1H)Pyrrole-3-carboxylic acid, 5... 152433 1000115-26-4 40
3 Cyclotrisiloxane, hexamethyl- 85992 000541-05-9 38
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 1-(4-(3,3-Difluoro-1-phenyl-2,3-... 817891 990513-61-0 59
2 2,3-Dimethylbenzo[h]quinoline 213567 990085-57-8 52
3 (2R)-3-Methyl-2-[(1S)-1-methyl-3... 264534 990115-32-5 52
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 2766 (21.970 min): E2-meoh3.D\data.ms m/z 207.10 100.00%
28.0 207.1
5000
281.1 :
73.0
LAl ST T 7ee ) ) e | 9269 32 4014 431 22,00
0\\\\M\\w\\u‘\\u‘\u\‘u\\p\\\\\1w\\H‘\H\‘\H\‘H\\M\\w\\u T T /7 28,00 91.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #755440: (E)-2,2'-[1-(m-Tolyl)ethene-1,2-diyl]bis(4,4,5,5-tetramethyl-1,3,2-dioxaborolane)
207.0
5000 84.0 e
281.0 22.00
2280 2530 m/z 44.10 78.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #71668: Benzo[h]quinoline, 2,4-dimethyl-
207.0
e
22.00
5000 m/z 18.00  56.26%
. 51.0 76.0 1020 1390 1650
R RN A TN R R N e R e R e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #85994: Cyclotrisiloxane, hexamethyl- T T
207.0 22.00
m/z 281.10 26.26%
5000
96.0
oL 150 450 750 | 1330 1770, |
R e R E e E maa o  Eaaa RAR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 22.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample : E2-meoh
Peak Number: 40 at 21.971 min Area: 196351 Area % 0.38
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 2-Ethylacridine 71643 055751-83-2 47
2 Benzo[h]quinoline, 2,4-dimethyl- 71668 000605-67-4 47
3 Cyclotrisiloxane, hexamethyl- 85994 000541-05-9 47
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 (E)-2,2'-[1-(m-Tolyl)ethene-1,2-... 755440 990464-74-6 59
2 2-Ethylacridine 213615 ©55751-83-2 47
3 2,3-Dimethylbenzo[h]quinoline 213567 990085-57-8 47
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trum based on Apex
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Abundance Scan 2787 (22.110 min): E2-meoh3.D\data.ms m/z 207.00 100.00%
28.0 207.0
5000 281.1
BT 964 1332 1632 ‘ 237.1 355.1 22.00 22.50
0 u‘ m‘ I | (T VTN R TV TR TR TP L | ‘H o ‘\ | ‘H n Wl h‘ . . 327'0 I, 1 . 396.3 ‘439'0 o,
P e e e e e e e e e e e e b e et /72 28,00 89.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #264641: 2-(5-Trimethylsilyl-4-pentynyl)-1-cyclopentanone
75.0 207.0
179.0
5000 . AT !
138.0 22.00 2250
‘ ‘ ‘ m/z 44.00  86.00%
0 H“_“w“‘w“u“H“‘H“H“_“‘_“w‘NH‘MLH‘MH“H“‘H“_“w“‘w“u“H“‘H“H“_“‘_“w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #213567: 2,3-Dimethylbenzo[h]quinoline
207.0
—— ——
22.00 22.50
5000 m/z 18.1@ 49.23%
165.0
0 51.0 820 1150139.0 "/ M
- e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #212044: 1H-Isoindole-1,3(2H)-dithione, 2-ethyl- T T 1
207.0 22.00 22.50
m/z 281.10  39.60%
5000
179.0
0 — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 22.00 22.50

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample : E2-meoh
Peak Number: 41 at 22.109 min Area: 369182 Area % 0.72
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Cyclotrisiloxane, hexamethyl- 85994 000541-05-9 43
2 3,6-Bis-dimethylaminomethyl-2,7-... 184114 1000318-33-0 37
3 Tris(tert-butyldimethylsilyloxy)... 260810 1000366-57-5 30
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 2-(5-Trimethylsilyl-4-pentynyl)-... 264641 990115-38-8 46
2 2,3-Dimethylbenzo[h]quinoline 213567 990085-57-8 43
3 1H-Isoindole-1,3(2H)-dithione, 2... 212044 035373-06-9 43
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 2846 (22.504 min): E2-meoh3.D\data.ms
2071
44.0
50001 180 281.2
73.0 1471 355.2 4292
0 ‘ \‘ ul iy \1\0\5 0 ‘ ‘ 177 OM ‘ ML 24\90 1] h | 3268\ L 4011 | ‘m 461.0 50?3
et e e e e e e e e e e et e et e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #212049: 2-Quinoxalinamine, 3-chloro-N-ethyl-

129.0 179.0 207.0

m/z 207.10 100.00%

—
22.50

m/z 44.00 75.78%

44.0
2000 P 22.50
750‘ ‘ ‘ ‘ m/z 28.00 70.11%
0‘H‘w‘HH@WMNMNMHWHWHl_JH‘LM‘Mww‘ﬂ‘_wu‘HH‘H‘W‘H‘_‘H_‘H‘H‘w‘H‘_‘HM‘H‘H‘W‘H‘M‘HM‘H‘H‘W‘H‘
m/z—-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996699: Silicone grease, siliconfett
207.0
—
281.0 22.50 .
5000 m/z 281.15  40.04%
73.0 147.0 355.0
1770 327.0 429.0 503.0
ol B0, |y meo | 1770, | | ase0, | 8270 | a0to SN0
m/z—-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996704: Silikonfett éisd
207.0 :
m/z 18.00  39.83%
281.0
5000
73.0 147.0 355.0
1770 327.0 429.0 503.0
A1 N NN T LW - P T W/ P el

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample : E2-meoh

Peak Number: 42 at 22.502 min Area: 396663 Area % 0.78
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Tetrasiloxane, decamethyl- 168283 000141-62-8 43
2 Cyclotrisiloxane, hexamethyl- 85994 000541-05-9 43
3 Tetrasiloxane, decamethyl- 168284 000141-62-8 37
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 2-Quinoxalinamine, 3-chloro-N-et... 212049 990084-58-6 49
2 Silicone grease, siliconfett 996699 000000-00-0 45
3 Silikonfett 996704 000000-00-0 45
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 2954 (23.226 min): E2-meoh3.D\data.ms m/z 207.10 100.00%
28.0 207.1
5000 281.1
73.1 163.2 RN T
962 1331 237.0 355.0 23.00 23.50
0 m‘ m‘ I IRERTIE PPN | T L., ‘\ A ‘\‘\\‘ “\ | Ly i I 325.0 | L 429.3 o
e e e e e e e e e e e e e e /2 28,00 88.01%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #71668: Benzo[h]quinoline, 2,4-dimethyl-
207.0
5000

— —
23.00 23.50
m/z 44.00 70.87%

510 760 1020 1390 1650 ]

0 uu‘uu‘uu“wu}“w?“u“hww‘w‘wu‘iu‘h“}“uw”iww“h‘uu‘uu‘wuw‘uu‘uu‘uu‘uu‘uu‘uu‘uu‘uu‘uu‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #213657: 2,4-Dimethylbenzo[h]quinoline
207.0
— —
23.00 23.50
5000 m/z 18.00 52.37%
0 51.0 76\.0 10\2.0 139.0\"6\?.0\\ i H“
I A A B T o L LA B B A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #213656: Benzo[h]quinoline, 2,4-dimethyl- L ]
207.0 23.00 23.50
m/z 281.10  40.14%
5000

51.0 760 1020 1390 1650 i

O v e e e e e ‘

— ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 23.00 23.50

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample : E2-meoh
Peak Number: 43 at 23.228 min Area: 342539 Area % 0.67
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Benzo[h]quinoline, 2,4-dimethyl- 71668 000605-67-4 55
2 Cyclotrisiloxane, hexamethyl- 85994 000541-05-9 47
3 Cyclotrisiloxane, hexamethyl- 85992 000541-05-9 43
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 2,4-Dimethylbenzo[h]quinoline 213657 000605-67-4 55
2 Benzo[h]quinoline, 2,4-dimethyl- 213656 000605-67-4 55
3 Cyclotrisiloxane, hexamethyl- 261333 000541-05-9 47

Food_Metabo_1-5MS.M Wed Jan 24 17:07:26 2024 Page: 44



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 3017 (23.647 min): E2-meoh3.D\data.ms m/z 207.10 100.00%
207.1
28.1
5000 281.1
73.0 — —
1471 355.2
I u‘ wl \‘\m“\\ 11\8'9\ “ \17\6'9‘\\\ ul L 25”1'0”\ h , 326. 1 ‘h 42?1 - 23.50 24.00
G‘HH‘HHwH\‘wH\“ww‘u‘H\w“wuw‘w\H‘uww“u‘ww‘\w‘ww“\wH‘Hw\‘wH\‘MM‘wwu‘H\w‘wuw‘w\H‘uww‘uww‘\w‘ww‘uu‘uu‘uu‘uu‘m/z 28.16 71.68%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #716746: 7-Methyl-6-phenyl-3-tosyl-3-azabicyclo[4.1.0]heptan-5-one
207.0
281.0
5000 e ——
253.0 23.50 24.00
341.0
m/z 44.00 65.49%
O e e e e e e e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996827: Silikonfett
207.0
—— —
281.0 23.50 24.00
5000 m/z 18.10 39.41%
73.0 147.0 355.0
429.0 503.0
o280 1 w90 | 770, | | 490, | 370 | 4010
Rama e AR Ha e R e a R e e e  RARARER AT L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #996704: Silikonfett T LN
207.0 23.50 24.00
m/z 281.10 39.36%
281.0
5000
73.0 147.0 355.0
429.0 503.0
o280 1 w90 | 770, | | 490, | 370 | 4010
Rama AR AR Ha e A waa R L e A e RARAaEa AT L

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D
Sample : E2-meoh

Peak Number: 44 at 23.646 min Area: 441885 Area % 0.86
The 3 best hits from each library. Ref\# CAS\# Qual
C:\MassHunter\LIBRARY\NIST14.L
1 Benzo[h]quinoline, 2,4-dimethyl- 71668 000605-67-4 43
2 Silicic acid, diethyl bis(trimet... 154747 003555-45-1 38
3 Cyclotrisiloxane, hexamethyl- 85994 000541-05-9 37
C:\MassHunter\LIBRARY\W12N20_MAIN.L
1 7-Methyl-6-phenyl-3-tosyl-3-azab... 716746 990434-69-5 59
2 Silikonfett 996827 000000-00-0 52
3 Silikonfett 996704 00000V-00-0 52

Food_Metabo_1-5MS.M Wed Jan 24 17:07:26 2024

—— —
23.50 24.00

Page: 45



Unknown Spectrum based on Apex
Abundance

Library Search Report - ChemStation Integrator

Scan 3161 (24.609 min): E2-meoh3.D\data.ms

m/z 207.10 100.00%

28.0 207.1
5000 281.1
73.1 147.0 355.2 4992 L T
H‘ H‘ A il In ‘h i \104.9 L \‘H ‘\ \17\6'9‘\‘ h\ \\23\7.2\ \‘ ‘ ‘ 326'7‘\ n 40\1.2 l. 50\:;'2 24.50 25.00
O et P b b P e e e e e bt et et /2 28,00 85.75%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #261445: 1,1,1,3,5,5,5-Heptamethyltrisiloxane
73.0 207.0
5000 L e
133.0 24.50 25.00
28.0 : m/z 44.00 70.57%
‘ ‘ 103.0 ‘
Ol el bbbl e e e ke e e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #199618: Arsenous acid, tris(trimethylsilyl) ester
207.0
— —
24.50 25.00
5000 m/z 281.10 48.41%
73.0 105.0 133.0
15,0 450 "7 . 177.0] 239.0 327.0
o o e o R LA AR L T a R e R e AR AR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #71646: 2-Methyl-7-phenylindole L 1
207.0 24.50 25.00
m/z 18.10 47.24%
5000
102.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 24.50 25.00

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E2-meoh3.D

Sample E2-meoh
Peak Number: 45 at

The 3 best hits from each library.

24.612 min

C:\MassHunter\LIBRARY\NIST14.L

1 Silicic acid, diethyl bis(trimet...
2 Arsenous acid, tris(trimethylsil...

3 2-Methyl-7-phenylindole

C:\MassHunter\LIBRARY\W12N20_MAIN.L

11,1,1,3,5,5,5-Heptamethyltrisilo...
2 Arsenous acid, tris(trimethylsil...
3 Arsenous acid, tris(trimethylsil...

Food_Metabo_1-5MS.M Wed Jan 24 17:07:26 2024

Area: 936249 Area % 1.83
Ref\# CAS\# Qual
154747 ©03555-45-1 40
199618 ©55429-29-3 38
71646 001140-08-5 38
261445 001873-88-7 45
678287 ©55429-29-3 38
678288 ©55429-29-3 38
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