
                                                Library Search Report

  Data Path : C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\

  Data File : E1-meoh2.D                                          

  Acq On    : 23 Jan 2024  16:26

  Operator  : omr

  Sample    : E1-meoh2

  Misc      :  

  ALS Vial  : 1   Sample Multiplier: 1

  Search Libraries:   C:\MassHunter\LIBRARY\NIST14.L    Minimum Quality:  80

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

  Unknown Spectrum:   Apex

  Integration Events: ChemStation Integrator - autoint1.e
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  1     at      3.531 min  Area:   2103910  Area % 4.73

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Cyclotrisiloxane, hexamethyl-            85994 000541-05-9   49

 2 1H-Indole, 1-methyl-2-phenyl-            71662 003558-24-5   47

 3 1H-isoindole-1,3(2H)-dione, 5-(e...      71231 1000400-54-2   47

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 1H-Isoindole-1,3(2H)-dithione, 2...     212044 035373-06-9   90

 2 6-Nitro-7-oxidanyl-chromen-2-one        211712 990084-41-1   72

 3 4-(Methylphenyl)indole                  213563 000000-00-0   72

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance Scan 66 (3.528 min): E1-meoh2.D\data.ms
207.1

31.1

179.0149.1
165.1133.196.0 119.158.017.0 193.074.9 281.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #212044: 1H-Isoindole-1,3(2H)-dithione, 2-ethyl-
207.0

179.0

193.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #211712: 6-Nitro-7-oxidanyl-chromen-2-one
207.0

179.0
149.0

193.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #213563: 4-(Methylphenyl)indole
207.0

179.0

193.0

3.20 3.40 3.60 3.80

m/z 207.10  100.00%

3.20 3.40 3.60 3.80

m/z  31.10   62.04%

3.20 3.40 3.60 3.80

m/z  32.00   50.66%

3.20 3.40 3.60 3.80

m/z  29.10   39.08%

3.20 3.40 3.60 3.80

m/z 179.00   25.80%

Food_Metabo_1-5MS.M Wed Jan 24 17:04:27 2024                                                      Page: 2



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  2     at      3.689 min  Area:   1896409  Area % 4.26

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 1,3-Dioxolane, 2-(4-methoxypheny...      59347 036881-00-2   22

 2 thiocyanic acid, 4-hydroxy-3,5-d...      47343 1000404-81-5   18

 3 Benzyl alcohol, TMS derivative           47642 014642-79-6   14

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Benzenamine, 4-ethoxy-N-ethyl-N-...     128842 067274-57-1   64

 2 N,N-Dimethylthieno[2,3-d]pyrimid...     127786 990041-08-5   53

 3 3,4-Dihydro-4,4-dimethyl-2H-1,2-...     128633 990041-45-4   52

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance Scan 90 (3.689 min): E1-meoh2.D\data.ms
149.1 179.131.0

165.2
135.1

119.1

207.175.159.1 105.015.0 89.045.0 223.0193.1 281.2

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #128842: Benzenamine, 4-ethoxy-N-ethyl-N-methyl-
149.0 164.0 179.0

135.0
121.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #127786: N,N-Dimethylthieno[2,3-d]pyrimidin-4-amine
149.0

179.0

135.0 164.0

109.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #128633: 3,4-Dihydro-4,4-dimethyl-2H-1,2-benzisothiazine
149.0

134.0 179.0

3.40 3.60 3.80 4.00

m/z 149.10  100.00%

3.40 3.60 3.80 4.00

m/z 179.10   98.86%

3.40 3.60 3.80 4.00

m/z  31.00   86.36%

3.40 3.60 3.80 4.00

m/z  32.00   66.64%

3.40 3.60 3.80 4.00

m/z  29.10   65.62%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  3     at      4.455 min  Area:   1158846  Area % 2.61

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Cyclotetrasiloxane, octamethyl-         155951 000556-67-2   91

 2 Cyclotetrasiloxane, octamethyl-         155950 000556-67-2   91

 3 7H-Dibenzo[b,g]carbazole, 7-methyl-     141099 003557-49-1   72

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Cyclotetrasiloxane, octamethyl-         526905 000556-67-2   91

 2 Cyclotetrasiloxane, octamethyl-         526906 000556-67-2   91

 3 Cyclotetrasiloxane, octamethyl-         526909 000556-67-2   91

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 205 (4.457 min): E1-meoh2.D\data.ms
281.1

28.0

207.144.0 265.1193.1 248.9133.058.0 73.0 102.9 176.9119.013.9 89.2 163.0146.9

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #155951: Cyclotetrasiloxane, octamethyl-
281.0

133.073.0 265.0249.0191.045.0 207.059.0 103.0 177.0119.0 163.0147.0 235.089.0 221.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #155950: Cyclotetrasiloxane, octamethyl-
281.0

133.0 265.0249.0193.073.0 207.0177.045.0 103.0 163.0119.028.0 59.0 235.0147.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #526905: Cyclotetrasiloxane, octamethyl-
281.0

133.0 265.0249.0193.073.0 207.0177.045.0 103.0 163.0119.028.0 59.0 235.0147.0

4.20 4.40 4.60 4.80

m/z 281.10  100.00%

4.20 4.40 4.60 4.80

m/z  28.00   29.44%

4.20 4.40 4.60 4.80

m/z  32.10   26.67%

4.20 4.40 4.60 4.80

m/z 282.10   26.33%

4.20 4.40 4.60 4.80

m/z  31.10   22.83%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  4     at      4.938 min  Area:   3217175  Area % 7.23

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 2(1H)-Quinolinone, 3-hydroxy-4-(...     114261 014484-44-7   27

 2 2-(2-Furyl)-7-methyl-4-quinoline...     114259 1000225-08-8   27

 3 Benzimidazol-5-amine, 1-(4-ethox...     114281 007104-62-3   27

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 3-Methoxy-4-[(trimethylsilyl)oxy...     374437 055045-03-9   64

 2 3-Methoxy-4-[(trimethylsilyl)oxy...     374436 055045-03-9   64

 3 1-Methyl-2-(4-nitrophenyl)benzim...     374824 990185-70-0   58

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance Scan 277 (4.938 min): E1-meoh2.D\data.ms
253.2207.1

28.1

224.159.1 89.0 133.0 177.1 280.8115.0 355.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #374437: 3-Methoxy-4-[(trimethylsilyl)oxy]-benzaldehyde-O-methyloxime
253.0

223.0

193.073.0 104.0 133.0 163.031.0 55.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #374436: 3-Methoxy-4-[(trimethylsilyl)oxy]-benzaldehyde-O-methyloxime
253.0

223.0

193.073.0 104.0 133.0 163.031.0 55.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #374824: 1-Methyl-2-(4-nitrophenyl)benzimidazole
253.0146.0 206.0

77.0
223.0

104.0 129.0
57.0 180.0

4.60 4.80 5.00 5.20

m/z 253.20  100.00%

4.60 4.80 5.00 5.20

m/z 207.10   82.49%

4.60 4.80 5.00 5.20

m/z 223.10   58.35%

4.60 4.80 5.00 5.20

m/z  28.10   48.39%

4.60 4.80 5.00 5.20

m/z  32.00   35.05%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  5     at      5.999 min  Area:   1077033  Area % 2.42

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Cyclopentasiloxane, decamethyl-         220037 000541-02-6   90

 2 Cyclopentasiloxane, decamethyl-         220035 000541-02-6   87

 3 Cyclopentasiloxane, decamethyl-         220036 000541-02-6   86

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Cyclopentasiloxane, decamethyl-         753470 000541-02-6   90

 2 6-Aza-5,7,12,14-tetrathiapentacene      716189 990434-20-7   90

 3 Cyclopentasiloxane, decamethyl-         753469 000541-02-6   87

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance Scan 436 (6.001 min): E1-meoh2.D\data.ms
355.2

73.1 267.128.1

207.1
55.1 153.9133.0 323.2179.0104.9 249.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #220037: Cyclopentasiloxane, decamethyl-
355.0

73.0
267.0

193.0 249.0 323.045.0 162.0 223.0133.0103.027.0 293.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #753470: Cyclopentasiloxane, decamethyl-
355.0

73.0
267.0

193.0 249.0 323.045.0 162.0 223.0133.0103.027.0 293.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #716189: 6-Aza-5,7,12,14-tetrathiapentacene
355.0

291.0 323.0

5.60 5.80 6.00 6.20 6.40

m/z 355.20  100.00%

5.60 5.80 6.00 6.20 6.40

m/z  73.10   60.24%

5.60 5.80 6.00 6.20 6.40

m/z 267.10   58.29%

5.60 5.80 6.00 6.20 6.40

m/z  28.10   57.77%

5.60 5.80 6.00 6.20 6.40

m/z  18.00   33.45%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  6     at      6.812 min  Area:    476530  Area % 1.07

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Pentasiloxane, dodecamethyl-            229154 000141-63-9   80

 2 Cyclotetrasiloxane, octamethyl-         155949 000556-67-2   72

 3 Cyclotetrasiloxane, octamethyl-         155950 000556-67-2   59

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Pentasiloxane, dodecamethyl-            785578 000141-63-9   80

 2 Cyclotetrasiloxane, octamethyl-         526904 000556-67-2   72

 3 Cyclotetrasiloxane, octamethyl-         526910 000556-67-2   72

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
0

5000

m/z-->

Abundance Scan 557 (6.809 min): E1-meoh2.D\data.ms
281.1

28.0

207.1

249.173.0 371.1133.155.0 96.2 164.9

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
0

5000

m/z-->

Abundance #229154: Pentasiloxane, dodecamethyl-
281.0

147.0

73.0
369.0

207.0
249.045.0 117.0 177.096.0

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
0

5000

m/z-->

Abundance #785578: Pentasiloxane, dodecamethyl-
281.0

147.0

73.0
369.0

207.0
249.045.0 117.0 177.096.0

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
0

5000

m/z-->

Abundance #526904: Cyclotetrasiloxane, octamethyl-
281.0

207.0133.073.0 249.0177.015.0 96.045.0 115.0 157.0

6.40 6.60 6.80 7.00 7.20

m/z 281.10  100.00%

6.40 6.60 6.80 7.00 7.20

m/z  28.00   52.92%

6.40 6.60 6.80 7.00 7.20

m/z  18.10   30.27%

6.40 6.60 6.80 7.00 7.20

m/z 282.10   28.60%

6.40 6.60 6.80 7.00 7.20

m/z  32.00   28.58%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  7     at      6.907 min  Area:   1094916  Area % 2.46

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 1-Cyclohexyldimethylsilyloxyocta...     243136 1000281-96-8   38

 2 1-Tripropylsilyloxytetradecane          221041 1000279-12-5   37

 3 1H-Indole, 5,6-dimethoxy-2-(3,5-...     185234 156785-69-2   35

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 3-[[4-(Trifluoromethyl)phenyl]am...     633156 990370-68-4   43

 2 1,7-Di(2,5-dimethylphenyl)-2,2,4...     891450 990571-72-7   38

 3 1-Cyclohexyldimethylsilyloxyocta...     837557 990529-12-9   38

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance Scan 572 (6.909 min): E1-meoh2.D\data.ms
327.2

28.0
223.089.1

193.1
281.1250.9133.059.0 163.2

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance #633156: 3-[[4-(Trifluoromethyl)phenyl]amino]cyclohex-2-en-1-one, TMS
327.0

298.0

140.0
73.0

198.0113.045.0 242.0167.0 268.0220.0

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance #891450: 1,7-Di(2,5-dimethylphenyl)-2,2,4,4,6,6-hexamethyl-1,3,5,7-tetraoxa-2,4,6-trisilaheptane
327.0

207.0
105.0 433.079.0 133.0 295.0179.0 237.0 267.027.0 156.0

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance #837557: 1-Cyclohexyldimethylsilyloxyoctadecane
327.0

75.0

133.097.0 215.043.0 395.0241.0185.0157.0

6.60 6.80 7.00 7.20

m/z 327.20  100.00%

6.60 6.80 7.00 7.20

m/z  28.00   40.77%

6.60 6.80 7.00 7.20

m/z 223.00   34.34%

6.60 6.80 7.00 7.20

m/z 328.20   32.72%

6.60 6.80 7.00 7.20

m/z  89.10   32.17%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  8     at      7.008 min  Area:   1572209  Area % 3.54

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Benzofuran, 2,3-dihydro-                  9569 000496-16-2   74

 2 Benzofuran, 2,3-dihydro-                  9568 000496-16-2   74

 3 Benzenesulfonamide, N-(2,5-dimet...     162406 1000337-67-1   50

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Benzofuran, 2,3-dihydro-                 21602 000496-16-2   94

 2 4-Vinylphenol                            21589 002628-17-3   93

 3 p-hydroxystyrene                         21590 990003-06-3   81

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
0

5000

m/z-->

Abundance Scan 587 (7.010 min): E1-meoh2.D\data.ms
120.1

91.1

28.0

65.1 207.0 371.1281.145.9 142.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
0

5000

m/z-->

Abundance #21602: Benzofuran, 2,3-dihydro-
120.0

91.0

65.0
39.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
0

5000

m/z-->

Abundance #21589: 4-Vinylphenol
120.0

91.0

65.039.0
15.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
0

5000

m/z-->

Abundance #21590: p-hydroxystyrene
120.0

91.0

65.0

6.60 6.80 7.00 7.20 7.40

m/z 120.10  100.00%

6.60 6.80 7.00 7.20 7.40

m/z  91.10   44.87%

6.60 6.80 7.00 7.20 7.40

m/z  28.00   29.60%

6.60 6.80 7.00 7.20 7.40

m/z 119.10   24.90%

6.60 6.80 7.00 7.20 7.40

m/z  18.00   20.20%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  9     at      8.104 min  Area:    741313  Area % 1.67

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Quinoline, 4-(4-chlorophenoxy)-8...     197920 1000266-59-1   35

 2 naphthalen-1-yl(1-pentyl-1H-indo...     198379 209414-07-3   32

 3 Silane, diethyl(trans-4-methylcy...     220923 1000363-56-8   25

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Acetic acid, [bis[(trimethylsily...     717799 053044-27-2   47

 2 Isocorydine                             677553 990404-36-2   43

 3 7-Hydroxytotarol, di(trimethylsi...     889721 990570-32-9   43

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance Scan 751 (8.105 min): E1-meoh2.D\data.ms
341.2

28.0
73.2 429.1

207.1
147.1

281.0117.1 310.9248.9

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance #717799: Acetic acid, [bis[(trimethylsilyl)oxy]phosphinyl]-, trimethylsilyl ester
341.073.0

251.0
299.0133.045.0 211.0

165.0105.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance #677553: Isocorydine
341.0

207.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance #889721: 7-Hydroxytotarol, di(trimethylsilyl) ether
341.0

431.073.0

372.0
261.0 289.0 315.0103.0 147.0 231.0203.0179.0 403.0

7.80 8.00 8.20 8.40

m/z 341.20  100.00%

7.80 8.00 8.20 8.40

m/z  28.00   59.13%

7.80 8.00 8.20 8.40

m/z  73.20   47.06%

7.80 8.00 8.20 8.40

m/z 429.10   46.08%

7.80 8.00 8.20 8.40

m/z  44.00   38.09%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  10    at      8.977 min  Area:    273734  Area % 0.62

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Cyclopentasiloxane, decamethyl-         220035 000541-02-6   59

 2 Cyclopentasiloxane, decamethyl-         220036 000541-02-6   59

 3 Cyclopentasiloxane, decamethyl-         220037 000541-02-6   35

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 10-(4-chlorophenyl)-8-fluoranyl-...     718400 990436-01-1   72

 2 3-(Maleimido-2'-yl)-1-methyl-2-(...     717291 990435-13-9   64

 3 Cyclopentasiloxane, decamethyl-         753471 000541-02-6   59

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance Scan 881 (8.974 min): E1-meoh2.D\data.ms
28.0

355.2

267.0
73.0

207.2

133.091.1 163.054.9 249.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #718400: 10-(4-chlorophenyl)-8-fluoranyl-3-methyl-benzo[g]pteridine-2,4-dione
355.0

271.0 298.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #717291: 3-(Maleimido-2'-yl)-1-methyl-2-(1'-methylindol-2'-yl)indole
355.0

284.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #753471: Cyclopentasiloxane, decamethyl-
73.0

355.0
267.0

45.0 249.0193.0 323.0154.0 223.0133.0108.0 293.0

8.60 8.80 9.00 9.20

m/z  28.00  100.00%

8.60 8.80 9.00 9.20

m/z 355.20   72.21%

8.60 8.80 9.00 9.20

m/z  18.00   65.60%

8.60 8.80 9.00 9.20

m/z 267.00   54.05%

8.60 8.80 9.00 9.20

m/z  44.10   53.68%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  11    at      9.047 min  Area:   1091129  Area % 2.45

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Silane, diphenylheptyloxy(2-meth...     237841 1000367-56-0   22

 2 Isoquinolin-7-ol, 6-methoxy-1-[3...     156415 113332-69-7   18

 3 Cyclotetrasiloxane, octamethyl-         155952 000556-67-2   18

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 1H-Indole, 5,6-dimethoxy-3-methy...     533343 156785-67-0   38

 2 8-Acetyl-6-(benzo[d][1,3]dioxol-...     532886 990296-68-7   25

 3 Cyclotetrasiloxane, octamethyl-         526905 000556-67-2   18

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
0

5000

m/z-->

Abundance Scan 892 (9.048 min): E1-meoh2.D\data.ms
163.0 281.2

28.0

73.1
355.2207.1 401.3

133.0 237.2
313.2105.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
0

5000

m/z-->

Abundance #533343: 1H-Indole, 5,6-dimethoxy-3-methyl-2-(4'-methoxyphenyl)-
297.0

239.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
0

5000

m/z-->

Abundance #532886: 8-Acetyl-6-(benzo[d][1,3]dioxol-5-yl)-2,3-dihydroindolizin-5(1H)-one
297.0

226.0140.043.0
167.0115.077.0 196.0 254.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
0

5000

m/z-->

Abundance #155952: Cyclotetrasiloxane, octamethyl-
281.0

193.0133.073.0 251.045.0 165.0 223.0103.015.0

8.80 9.00 9.20 9.40

m/z 163.00  100.00%

8.80 9.00 9.20 9.40

m/z 281.15   97.86%

8.80 9.00 9.20 9.40

m/z 297.15   77.67%

8.80 9.00 9.20 9.40

m/z  28.00   60.64%

8.80 9.00 9.20 9.40

m/z  73.10   42.78%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  12    at     10.237 min  Area:    405818  Area % 0.91

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Cycloheptasiloxane, tetradecamet...     268387 000107-50-6   72

 2 Cycloheptasiloxane, tetradecamet...     268388 000107-50-6   70

 3 2-Benzo[1,3]dioxol-5-yl-8-methox...     184997 1000275-63-1   38

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Cycloheptasiloxane, tetradecamet...     947341 000107-50-6   72

 2 Cycloheptasiloxane, tetradecamet...     947342 000107-50-6   70

 3 Cycloheptasiloxane, tetradecamet...     947344 000107-50-6   47

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
0

5000

m/z-->

Abundance Scan 1070 (10.237 min): E1-meoh2.D\data.ms
28.0

281.0

73.1
147.1 327.1 415.2207.1 503.3

385.1

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
0

5000

m/z-->

Abundance #268387: Cycloheptasiloxane, tetradecamethyl-
73.0 281.0

147.0

415.0327.0 503.0

221.0
383.045.0 117.0 191.0 249.0 355.0 473.0

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
0

5000

m/z-->

Abundance #947341: Cycloheptasiloxane, tetradecamethyl-
73.0 281.0

147.0

415.0327.0 503.0

221.0
383.045.0 117.0 191.0 249.0 355.0 473.0

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
0

5000

m/z-->

Abundance #947342: Cycloheptasiloxane, tetradecamethyl-
281.0

73.0

147.0
327.0 415.0 503.0

221.0 383.0249.0117.0 191.0

10.00 10.50

m/z  28.00  100.00%

10.00 10.50

m/z 281.00   79.91%

10.00 10.50

m/z  18.00   60.82%

10.00 10.50

m/z  44.10   56.79%

10.00 10.50

m/z  73.10   43.75%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  13    at     11.069 min  Area:    930289  Area % 2.09

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Cyclohexasiloxane, dodecamethyl-        254925 000540-97-6   38

 2 Cyclohexasiloxane, dodecamethyl-        254924 000540-97-6   35

 3 10-[(4-Methyl phenyl)sulfanyl]-1...     198309 1000411-01-1   35

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Cyclohexasiloxane, dodecamethyl-        886300 000540-97-6   38

 2 10-[(4-Methyl phenyl)sulfanyl]-1...     677896 990404-65-0   35

 3 Cyclohexasiloxane, dodecamethyl-        886299 000540-97-6   35

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
0

5000

m/z-->

Abundance Scan 1195 (11.072 min): E1-meoh2.D\data.ms
237.2

28.0 341.2

163.073.1

429.2207.1
133.1 371.2267.1 297.1

475.396.0

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
0

5000

m/z-->

Abundance #254925: Cyclohexasiloxane, dodecamethyl-
73.0

341.0

429.0
147.0

45.0 207.0 311.0271.0117.0 397.0177.0 237.0 367.0

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
0

5000

m/z-->

Abundance #886300: Cyclohexasiloxane, dodecamethyl-
73.0

341.0

429.0
147.0

45.0 207.0 311.0271.0117.0 397.0177.0 237.0 367.0

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
0

5000

m/z-->

Abundance #198309: 10-[(4-Methyl phenyl)sulfanyl]-14-azatetracyclo[7.6.1.0{2,7}.0{13,16}]hexadeca-1(15),2(7),3,5,9(16),10,12-heptaen-8-one
341.0

163.0

91.0

65.0 136.0
195.039.0 308.0250.0223.0 285.0

11.00

m/z 237.20  100.00%

11.00

m/z  28.00   75.54%

11.00

m/z 341.20   73.72%

11.00

m/z 163.00   54.49%

11.00

m/z  73.10   53.06%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  14    at     11.908 min  Area:   2870275  Area % 6.45

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Heptanoic acid, 2-propyl-, methy...      52831 056247-53-1   27

 2 Thiophene, 2-ethyltetrahydro-             8395 001551-32-2   22

 3 Silane, dimethyl(3-methylbut-3-e...      79467 1000347-99-9   14

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Thiophene, 2-ethyltetrahydro-            19028 001551-32-2   22

 2 2-Ethyltetrahydrothiophene               19029 001551-32-2   22

 3 Thiophene, 2-ethyltetrahydro-            19027 001551-32-2   22

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance Scan 1320 (11.907 min): E1-meoh2.D\data.ms
87.1

28.1

129.1 161.144.0 145.1

101.0
59.0 207.0

115.173.0 281.2176.014.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #52831: Heptanoic acid, 2-propyl-, methyl ester
87.0

116.0

55.0 101.0 143.041.0 71.0
27.0 157.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #8395: Thiophene, 2-ethyltetrahydro-
87.0

45.0 116.027.0
101.059.0

73.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #19028: Thiophene, 2-ethyltetrahydro-
87.0

45.0 116.027.0
101.059.0

73.0

12.00

m/z  87.10  100.00%

12.00

m/z  28.10   72.86%

12.00

m/z 129.05   56.62%

12.00

m/z 116.10   56.05%

12.00

m/z 161.10   53.62%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  15    at     12.159 min  Area:   1103083  Area % 2.48

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 4-Quinolinol                             22070 000611-36-9   18

 2 8-Hydroxyquinoline                       22085 000148-24-3   14

 3 N-Cyanobenzenecarboximidamide            22060 017513-09-6   14

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 1H-Indole-4-carboxaldehyde               53562 001074-86-8   25

 2 4-Quinolinol                             53604 000611-36-9   18

 3 2(1H)-Quinolinone                        53565 000059-31-4   14

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance Scan 1358 (12.161 min): E1-meoh2.D\data.ms
28.0

87.1 145.0

116.0
207.1

45.0 172.169.0 355.1281.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #53562: 1H-Indole-4-carboxaldehyde
145.0

116.0

89.0
63.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #53604: 4-Quinolinol
145.0

117.0

90.0
63.039.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #22060: N-Cyanobenzenecarboximidamide
129.0

77.0

51.0

103.0
146.0

12.00 12.50

m/z  28.00  100.00%

12.00 12.50

m/z  44.00   64.65%

12.00 12.50

m/z  18.10   53.11%

12.00 12.50

m/z  87.10   49.88%

12.00 12.50

m/z 145.00   49.07%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  16    at     12.205 min  Area:   1124865  Area % 2.53

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Cyclopentasiloxane, decamethyl-         220036 000541-02-6   22

 2 3,4-Dihydroxyphenylglycol, 4TMS ...     258664 056114-62-6   22

 3 18-Methyl-nonadecane-1,2-dio, tr...     258798 1000336-75-9   17

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Cystine, TBS 2X                         997140 000000-00-0   43

 2 2-(Benzo[d][1,3]dioxol-5-yl)-6-m...     717451 990435-27-0   35

 3 Cyclododecasiloxane, tetracosame...     994407 018919-94-3   22

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

5000

m/z-->

Abundance Scan 1364 (12.201 min): E1-meoh2.D\data.ms
28.0

355.2

73.1
129.1 281.1221.2 401.0101.0 161.3 327.1191.1 488.9

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

5000

m/z-->

Abundance #997140: Cystine, TBS 2X
73.0

281.0

355.0
189.0

247.0221.0147.0 401.0
323.0

489.0

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

5000

m/z-->

Abundance #717451: 2-(Benzo[d][1,3]dioxol-5-yl)-6-methoxy-4-phenylquinoline
44.0 355.0

161.0 254.0 282.0

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

5000

m/z-->

Abundance #994407: Cyclododecasiloxane, tetracosamethyl-
73.0 355.0

147.0 281.0221.0

415.0
325.0191.0119.0 385.0249.045.0

12.00 12.50

m/z  28.00  100.00%

12.00 12.50

m/z  44.10   64.59%

12.00 12.50

m/z 355.20   64.18%

12.00 12.50

m/z  18.10   55.44%

12.00 12.50

m/z  73.10   41.37%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  17    at     12.467 min  Area:   9728633  Area % 21.88

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Diazene, butyl[1-(2,2-dimethylhy...      42064 061940-95-2   43

 2 Silane, tetraethyl-                      21649 000631-36-7   43

 3 D-Fructose, 3-O-methyl-                  60065 036256-85-6   42

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Mome inositol                           169111 000000-00-0   64

 2 3-O-methyl-D-chiro-inositol             169120 990061-63-3   47

 3 Diazene, butyl[1-(2,2-dimethylhy...     110852 061940-95-2   43

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance Scan 1404 (12.469 min): E1-meoh2.D\data.ms
87.1

28.0
60.1

116.0 144.1 207.0 281.3 355.1161.9

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #169111: Mome inositol
87.0

60.0
116.043.0

144.026.0 195.0162.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #169120: 3-O-methyl-D-chiro-inositol
73.0

54.0 102.0
143.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #110852: Diazene, butyl[1-(2,2-dimethylhydrazino)ethyl]-
87.044.0

70.0

12.50

m/z  87.10  100.00%

12.50

m/z  73.10   69.84%

12.50

m/z  85.10   31.06%

12.50

m/z  74.10   27.20%

12.50

m/z  28.00   24.80%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  18    at     12.899 min  Area:   1835609  Area % 4.13

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Monomethyl phthalate, TBDMS deri...     153319 1000373-49-0   25

 2 Silane, dimethyl(4-acetylphenoxy...     113082 1000347-30-8   22

 3 2-Benzo[1,3]dioxol-5-yl-indolizine       99416 1000301-42-4   22

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 10-N-Methylamino-4-methoxyphenan...     318084 990148-54-8   27

 2 N-Ethoxy-4-methyl-5-(p-methoxyph...     474819 990255-01-8   27

 3 4-Amino-5-imidazole carboxamide,...     678571 959009-24-6   25

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
0

5000

m/z-->

Abundance Scan 1468 (12.896 min): E1-meoh2.D\data.ms
237.1

73.128.0
281.2129.1 163.1 327.1

207.1
415.1

503.3357.1101.0 383.0

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
0

5000

m/z-->

Abundance #318084: 10-N-Methylamino-4-methoxyphenanthrene
237.0

207.0

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
0

5000

m/z-->

Abundance #474819: N-Ethoxy-4-methyl-5-(p-methoxyphenyl)thiazole-2(3H)-thione
237.0

281.0

146.0 178.0
77.0

40.0

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
0

5000

m/z-->

Abundance #678571: 4-Amino-5-imidazole carboxamide, N,N,O-tris(trimethylsilyl)-
73.0

327.0

237.0

147.045.0 100.0
212.0172.0 270.0 299.0

12.50 13.00

m/z 237.10  100.00%

12.50 13.00

m/z  73.10   60.89%

12.50 13.00

m/z  28.00   57.24%

12.50 13.00

m/z 281.15   46.30%

12.50 13.00

m/z  44.00   43.97%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  19    at     14.565 min  Area:    749249  Area % 1.68

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 8-Furan-2-yl-3,3-dimethyl-6-morp...     209444 1000274-37-6   25

 2 1,3,5,7,9,11-Hexaethylcyclohexas...     254926 017002-87-8   25

 3 Glaucine                                209571 000475-81-0   25

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 6-Aza-5,7,12,14-tetrathiapentacene      716189 990434-20-7   49

 2 (Z)-2-(2-(4-Methoxyphenyl)-2-(4-...     716998 990434-90-2   25

 3 Glaucine                                717158 000475-81-0   25

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance Scan 1718 (14.567 min): E1-meoh2.D\data.ms
28.0

237.1

355.2
73.0 281.1207.1

163.1

311.2 401.2133.1
109.1 429.2

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance #716189: 6-Aza-5,7,12,14-tetrathiapentacene
355.0

291.0 323.0

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance #254926: 1,3,5,7,9,11-Hexaethylcyclohexasiloxane
355.0

415.0
327.059.0 87.0

383.0299.0177.0115.0 443.0222.0

0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
0

5000

m/z-->

Abundance #209571: Glaucine
355.0

324.0281.0
162.018.0 140.044.0 238.0211.0118.090.0 189.067.0

14.50

m/z  28.00  100.00%

14.50

m/z 237.10   80.95%

14.50

m/z  44.00   80.73%

14.50

m/z  18.10   71.65%

14.50

m/z 355.20   65.23%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  20    at     15.349 min  Area:   1801137  Area % 4.05

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Hexadecanoic acid, methyl ester         130813 000112-39-0   98

 2 Pentadecanoic acid, 14-methyl-, ...     130841 005129-60-2   98

 3 Hexadecanoic acid, methyl ester         130822 000112-39-0   98

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Hexadecanoic acid, methyl ester         438260 000112-39-0   98

 2 Pentadecanoic acid, 14-methyl-, ...     438360 005129-60-2   98

 3 Hexadecanoic acid, methyl ester         438264 000112-39-0   98

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance Scan 1835 (15.349 min): E1-meoh2.D\data.ms
74.1

28.0 143.2 227.3 270.344.0
129.2 185.2171.159.1 199.297.2 241.2115.1 213.2157.214.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #130813: Hexadecanoic acid, methyl ester
74.0

43.0
143.057.0

227.0 270.0129.097.029.0 185.0171.0 199.0115.0 241.0157.0 213.015.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #130841: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

43.0

57.029.0 143.097.0 129.0 227.0 270.0185.0111.0 199.0171.0 213.0157.0 241.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #130822: Hexadecanoic acid, methyl ester
74.0

43.0 143.0 227.0 270.057.0
129.097.0 185.0199.0171.0 241.029.0 115.0 213.0157.0 256.0

15.00 15.50

m/z  74.10  100.00%

15.00 15.50

m/z  87.10   71.46%

15.00 15.50

m/z  28.00   29.03%

15.00 15.50

m/z 143.20   27.34%

15.00 15.50

m/z 227.30   24.18%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  21    at     15.653 min  Area:    656477  Area % 1.48

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 n-Hexadecanoic acid                     117417 000057-10-3   95

 2 n-Hexadecanoic acid                     117419 000057-10-3   46

 3 n-Hexadecanoic acid                     117416 000057-10-3   42

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 n-Hexadecanoic acid                     387252 000057-10-3   95

 2 n-Hexadecanoic acid                     387255 000057-10-3   95

 3 Hexadecanoic acid                       387256 000057-10-3   89

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance Scan 1881 (15.656 min): E1-meoh2.D\data.ms
28.1

44.0

73.1

129.0 256.3213.2
97.1 185.1111.1 171.0149.0 227.1199.159.2 281.214.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #117417: n-Hexadecanoic acid
43.0 73.0

57.0

29.0 256.0
129.0

213.097.0 115.0 157.0171.0185.0 227.0143.0 199.0 241.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #387252: n-Hexadecanoic acid
43.0 73.0

57.0

29.0 256.0
129.0

213.097.0 115.0 157.0171.0185.0 227.0143.0 199.0 241.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #387255: n-Hexadecanoic acid
43.0 73.0 256.0

57.0

29.0
129.0

213.097.0 115.0 157.0 185.0171.0 227.0143.0 199.015.0 242.0

15.50 16.00

m/z  28.10  100.00%

15.50 16.00

m/z  44.00   70.20%

15.50 16.00

m/z  18.10   63.56%

15.50 16.00

m/z  73.10   50.59%

15.50 16.00

m/z  43.10   38.27%

Food_Metabo_1-5MS.M Wed Jan 24 17:04:31 2024                                                      Page: 22



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  22    at     16.081 min  Area:    570464  Area % 1.28

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 2-Hydroxyimino-3-phenylindanone          99409 024273-37-8   14

 2 1-(Methylamino)anthraquinone             99403 000082-38-2   14

 3 1-(Methylamino)anthraquinone             99401 000082-38-2   14

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 2-(4-Methoxyphenyl)-5-methylindo...     318235 990148-67-2   35

 2 (E)-3-methoxy-1,3-diphenyl-2-pro...     322855 990151-53-9   22

 3 (Z)-.beta.-Methoxychalcone              321668 000000-00-0   22

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance Scan 1945 (16.084 min): E1-meoh2.D\data.ms
28.0

237.1

73.1 163.1 207.1
429.2355.1281.2

133.0 311.0 401.097.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #318235: 2-(4-Methoxyphenyl)-5-methylindolizine
237.0

207.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #322855: (E)-3-methoxy-1,3-diphenyl-2-propen-1-one
237.0

161.0
105.0

77.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #321668: (Z)-.beta.-Methoxychalcone
237.0161.0

105.0

77.0

16.00

m/z  28.00  100.00%

16.00

m/z  44.00   72.29%

16.00

m/z  18.00   69.57%

16.00

m/z 237.10   61.92%

16.00

m/z  73.10   40.25%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  23    at     17.055 min  Area:    324015  Area % 0.73

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Pregn-5-en-3-ol, 20-amino-, (3.b...     176124 005035-10-9   38

 2 Acetamide, 2,2,2-trichloro-              32778 000594-65-0   37

 3 MDMA methylene homolog                   71431 1000386-32-2   33

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 (2S)-2-amino-3-(1H-imidazol-5-yl...     104760 990030-63-0   43

 2 4H-Thieno[3,2-c][1]benzopyran-4-...     317219 990147-96-9   38

 3 Pregnan-18-ol, 20-amino-, (5.alp...     609050 032095-45-7   38

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 2090 (17.053 min): E1-meoh2.D\data.ms
28.1

44.0

207.081.0 97.0 281.2264.2133.0 191.1149.1115.2 166.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #104760: (2S)-2-amino-3-(1H-imidazol-5-yl)propanehydroxamic acid
44.0

82.0

125.0107.060.0 184.0200.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #317219: 4H-Thieno[3,2-c][1]benzopyran-4-methanamine, 5a,6,7,8,9,9a-hexahydro-N-methyl-
44.0

194.0

175.0

125.0
97.0 147.0

77.0 237.060.0 219.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #609050: Pregnan-18-ol, 20-amino-, (5.alpha.,20S)-
44.0

66.0 272.0110.094.0 319.0134.0 161.0 243.0 289.0

17.00

m/z  28.10  100.00%

17.00

m/z  44.00   80.20%

17.00

m/z  18.00   57.83%

17.00

m/z  32.10   32.38%

17.00

m/z 207.00   17.57%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  24    at     17.292 min  Area:   1506131  Area % 3.39

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Methyl stearate                         157885 000112-61-8   99

 2 Methyl stearate                         157879 000112-61-8   99

 3 Methyl stearate                         157883 000112-61-8   97

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Methyl stearate                         538001 000112-61-8   99

 2 Methyl stearate                         537997 000112-61-8   99

 3 Methyl stearate                         538002 000112-61-8   97

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 2126 (17.293 min): E1-meoh2.D\data.ms
74.1

28.0
44.0 298.4

255.3143.1

199.297.159.1 115.9 227.0 281.0171.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #157885: Methyl stearate
74.0

298.0143.0 255.0
43.0

199.0
97.059.0 115.0 227.0171.027.0 270.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #157879: Methyl stearate
74.0

43.0
143.0

298.0255.0199.059.0 97.0
115.027.0 171.0 227.0 270.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #538001: Methyl stearate
74.0

298.0143.0 255.0
43.0

199.0
97.059.0 115.0 227.0171.027.0 270.0

17.00 17.50

m/z  74.10  100.00%

17.00 17.50

m/z  87.00   78.23%

17.00 17.50

m/z  28.00   51.20%

17.00 17.50

m/z  44.00   40.49%

17.00 17.50

m/z 298.40   38.27%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  25    at     17.366 min  Area:    851210  Area % 1.91

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 MDMA methylene homolog                   71431 1000386-32-2   37

 2 6H-Pyrazolo[1,2-a][1,2,4,5]tetra...      29674 070517-50-9   35

 3 Methoxamine                              75181 000390-28-3   35

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 MDMA methylene homolog                  213041 990085-22-0   37

 2 2,4-Hexadiene, 3-methyl-, (Z,Z)-          6535 130975-10-9   35

 3 Hexanamide, N-(2-phenylethyl)-N-...     303370 990138-97-2   35

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance Scan 2137 (17.367 min): E1-meoh2.D\data.ms
28.0

44.0

97.269.1 207.083.0
281.1111.0125.1 166.3 264.2149.0 221.2235.214.2 191.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #71431: MDMA methylene homolog
44.0

176.0

135.0 207.077.0
105.0 161.091.063.0 121.0 190.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #213041: MDMA methylene homolog
44.0

176.0

135.0 207.077.0
105.0 161.091.063.0 121.0 190.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
0

5000

m/z-->

Abundance #75181: Methoxamine
44.0

168.0
137.0 152.077.0 108.092.0 123.063.0 211.029.0 193.0

17.00 17.50

m/z  28.00  100.00%

17.00 17.50

m/z  44.00   71.82%

17.00 17.50

m/z  18.10   61.78%

17.00 17.50

m/z  32.00   35.12%

17.00 17.50

m/z  55.00   29.51%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  26    at     17.472 min  Area:    665030  Area % 1.50

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 8-Dimethylamino-1,3,7-trimethyl-...      98987 078146-62-0   27

 2 9,10-Anthracenedione, 1-amino-2-...      99427 000082-28-0   22

 3 Octasiloxane, 1,1,3,3,5,5,7,7,9,...     272253 019095-24-0   22

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 2-(4-Methoxyphenyl)-5-methylindo...     318235 990148-67-2   45

 2 alpha tocopherol, 1TMS                  946940 990615-75-7   35

 3 8-Dimethylamino-1,3,7-trimethyl-...     316358 078146-62-0   27

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
0

5000

m/z-->

Abundance Scan 2153 (17.474 min): E1-meoh2.D\data.ms
28.1

237.1

73.0 207.1163.1 281.1
355.1311.0132.9 429.298.1 503.2402.9

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
0

5000

m/z-->

Abundance #318235: 2-(4-Methoxyphenyl)-5-methylindolizine
237.0

207.0

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
0

5000

m/z-->

Abundance #946940: alpha tocopherol, 1TMS
237.0

208.0119.0 277.091.0 149.0 177.0 360.0 500.0388.0 416.0318.0 460.0

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
0

5000

m/z-->

Abundance #316358: 8-Dimethylamino-1,3,7-trimethyl-3,7-dihydropurine-2,6-dione
237.0

67.0 137.0
208.096.0 165.0

17.50

m/z  28.10  100.00%

17.50

m/z  44.00   64.05%

17.50

m/z 237.10   53.74%

17.50

m/z  18.00   48.87%

17.50

m/z  73.00   35.71%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  27    at     18.758 min  Area:    254808  Area % 0.57

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Quinazolin-4(3H)-one, 2-phenyl-3...     139661 037895-99-1   25

 2 2-Methoxy-N-methylethylamine              2242 038256-93-8   10

 3 2-Amino-1-(o-methoxyphenyl)propane       35701 015402-84-3    9

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 2-Methoxy-N-methylethylamine              5021 038256-93-8   10

 2 2-Deutero-2-methylpropane                  628 013183-68-1    9

 3 Acetamide, 2-(adamantan-1-yl)-N-...     717611 990435-41-3    9

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance Scan 2345 (18.757 min): E1-meoh2.D\data.ms
28.0

237.1207.1
163.173.0 281.0

311.195.0 132.9 355.1 429.249.8

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #139661: Quinazolin-4(3H)-one, 2-phenyl-3-ureido-
44.0

77.0

179.0 237.0208.0
105.0 152.0

130.0 280.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #2242: 2-Methoxy-N-methylethylamine
44.0

89.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #5021: 2-Methoxy-N-methylethylamine
44.0

89.015.0

18.50 19.00

m/z  28.00  100.00%

18.50 19.00

m/z  44.00   83.73%

18.50 19.00

m/z  18.10   61.91%

18.50 19.00

m/z 237.10   39.95%

18.50 19.00

m/z 207.10   38.85%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  28    at     19.796 min  Area:   2162549  Area % 4.86

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Phenol, 2,2'-methylenebis[6-(1,1...     197662 000119-47-1   99

 2 Phenol, 2,2'-methylenebis[6-(1,1...     197660 000119-47-1   99

 3 Phenol, 2,2'-methylenebis[6-(1,1...     197661 000119-47-1   95

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Phenol, 2,2'-methylenebis[6-(1,1...     675700 000119-47-1   99

 2 Phenol, 2,2'-methylenebis[6-(1,1...     675706 000119-47-1   99

 3 Phenol, 2,2'-methylenebis[6-(1,1...     675703 000119-47-1   99

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance Scan 2501 (19.799 min): E1-meoh2.D\data.ms
177.2

340.4
28.0

149.2

207.1127.2 284.2
57.2 105.077.0 265.1228.1245.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #197662: Phenol, 2,2'-methylenebis[6-(1,1-dimethylethyl)-4-methyl-
177.0

340.0

149.0

57.0 121.0 284.0
91.0

228.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #197660: Phenol, 2,2'-methylenebis[6-(1,1-dimethylethyl)-4-methyl-
177.0 340.0

149.0

284.0121.0
57.0

91.0
29.0 228.0 265.0209.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
0

5000

m/z-->

Abundance #675700: Phenol, 2,2'-methylenebis[6-(1,1-dimethylethyl)-4-methyl-
177.0

340.0

149.0

57.0 121.0 284.0
91.0

228.0

19.50 20.00

m/z 177.20  100.00%

19.50 20.00

m/z 161.10   66.87%

19.50 20.00

m/z 340.40   58.02%

19.50 20.00

m/z  28.00   46.65%

19.50 20.00

m/z 164.20   44.57%

Food_Metabo_1-5MS.M Wed Jan 24 17:04:33 2024                                                      Page: 29



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  29    at     20.431 min  Area:    235013  Area % 0.53

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 2-Ethylacridine                          71643 055751-83-2   43

 2 Ethane, 1-(4,4,4-trifluoro-1,3-d...     167487 1000226-87-3   32

 3 2'-Hydroxypropiophenone, TMS der...      85144 033342-87-9   25

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Silicone grease, siliconfett            996699 000000-00-0   87

 2 Silikonfett                             996827 000000-00-0   87

 3 Silikonfett                             996704 000000-00-0   87

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
0

5000

m/z-->

Abundance Scan 2596 (20.434 min): E1-meoh2.D\data.ms
28.0

207.1

281.2
147.173.0 117.1 355.2 429.2177.1 503.3

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
0

5000

m/z-->

Abundance #996699: Silicone grease, siliconfett
207.0

281.0

147.073.0 355.0
429.0 503.0327.0177.0 401.028.0 119.0 249.0

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
0

5000

m/z-->

Abundance #996827: Silikonfett
207.0

281.0

147.073.0 355.0
429.0 503.0327.0177.0 401.028.0 119.0 249.0

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
0

5000

m/z-->

Abundance #996704: Silikonfett
207.0

281.0

147.073.0 355.0
429.0 503.0327.0177.0 401.028.0 119.0 249.0

20.50

m/z  28.00  100.00%

20.50

m/z  44.00   73.30%

20.50

m/z  18.10   64.02%

20.50

m/z 207.10   56.07%

20.50

m/z  32.00   24.98%

Food_Metabo_1-5MS.M Wed Jan 24 17:04:33 2024                                                      Page: 30



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  30    at     21.858 min  Area:    462961  Area % 1.04

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 2-Ethylacridine                          71643 055751-83-2   49

 2 Tris(tert-butyldimethylsilyloxy)...     260810 1000366-57-5   25

 3 3-Methyl-2-phenylindole                  71644 010257-92-8   25

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 1H-Isoindole-1,3(2H)-dithione, 2...     212044 035373-06-9   52

 2 2-Ethylacridine                         213615 055751-83-2   49

 3 1H-Indole, 6-methyl-2-phenyl-           213666 066354-87-8   46

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance Scan 2809 (21.857 min): E1-meoh2.D\data.ms
28.0

207.1

281.1

130.1
55.1 81.0 341.0 399.1109.0 176.0 249.1 429.3

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #212044: 1H-Isoindole-1,3(2H)-dithione, 2-ethyl-
207.0

179.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #213615: 2-Ethylacridine
207.0

96.0 166.0140.075.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #213666: 1H-Indole, 6-methyl-2-phenyl-
207.0

102.0 178.077.0

21.50 22.00

m/z  28.00  100.00%

21.50 22.00

m/z  44.00   98.99%

21.50 22.00

m/z 207.10   80.69%

21.50 22.00

m/z  18.10   58.03%

21.50 22.00

m/z 281.10   35.94%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  31    at     21.973 min  Area:    508097  Area % 1.14

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Cyclotrisiloxane, hexamethyl-            85994 000541-05-9   47

 2 Benzo[h]quinoline, 2,4-dimethyl-         71668 000605-67-4   47

 3 Tetrasiloxane, 1,7-diallyoctadecyl-     214370 1000309-08-2   38

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Cyclotrisiloxane, hexamethyl-           261333 000541-05-9   47

 2 1H-Indole, 6-methyl-2-phenyl-           213666 066354-87-8   47

 3 2,4-Dimethylbenzo[h]quinoline           213657 000605-67-4   47

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance Scan 2826 (21.971 min): E1-meoh2.D\data.ms
28.0 207.1

281.2117.0

73.0 96.1 146.9 341.2249.2 399.2177.1 429.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #85994: Cyclotrisiloxane, hexamethyl-
207.0

96.0
133.0 177.075.045.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #71668: Benzo[h]quinoline, 2,4-dimethyl-
207.0

165.076.0 102.0 139.051.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #261333: Cyclotrisiloxane, hexamethyl-
207.0

96.0
133.0 177.075.045.015.0

22.00

m/z  28.00  100.00%

22.00

m/z 207.10   93.61%

22.00

m/z  44.00   91.70%

22.00

m/z  18.10   52.48%

22.00

m/z 281.15   33.75%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  32    at     22.181 min  Area:    544370  Area % 1.22

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Cyclotrisiloxane, hexamethyl-            85994 000541-05-9   53

 2 1-methyl-4-phenyl-5-thioxo-1,2,4...      71827 1000404-25-4   49

 3 Silicic acid, diethyl bis(trimet...     154747 003555-45-1   43

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Cyclotrisiloxane, hexamethyl-           261333 000541-05-9   53

 2 Silicic acid, diethyl bis(trimet...     527086 003555-45-1   43

 3 Tris(tert-butyldimethylsilyloxy)...     911799 990587-81-1   38

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance Scan 2857 (22.178 min): E1-meoh2.D\data.ms
28.0 207.1

281.1

133.195.955.0 355.1177.0 249.1154.1 327.2 429.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #85994: Cyclotrisiloxane, hexamethyl-
207.0

96.0
133.0 177.075.045.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #261333: Cyclotrisiloxane, hexamethyl-
207.0

96.0
133.0 177.075.045.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #154747: Silicic acid, diethyl bis(trimethylsilyl) ester
207.0

281.0237.0

133.0 177.073.045.0 103.0

22.00 22.50

m/z  28.00  100.00%

22.00 22.50

m/z 207.10   90.46%

22.00 22.50

m/z  44.00   89.22%

22.00 22.50

m/z  18.10   51.59%

22.00 22.50

m/z 281.10   31.31%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  33    at     23.745 min  Area:    178135  Area % 0.40

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Cyclotrisiloxane, hexamethyl-            85994 000541-05-9   53

 2 Tetrasiloxane, decamethyl-              168283 000141-62-8   42

 3 1,4-Bis(trimethylsilyl)benzene           85161 013183-70-5   35

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Cyclotrisiloxane, hexamethyl-           261333 000541-05-9   53

 2 Tetrasiloxane, decamethyl-              575456 000141-62-8   42

 3 Cyclotrisiloxane, hexamethyl-           261334 000541-05-9   38

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance Scan 3092 (23.748 min): E1-meoh2.D\data.ms
207.128.0

281.1

57.0 85.0 133.0 355.2162.9 429.0111.1 249.0 401.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #85994: Cyclotrisiloxane, hexamethyl-
207.0

96.0
133.0 177.075.045.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #261333: Cyclotrisiloxane, hexamethyl-
207.0

96.0
133.0 177.075.045.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #575456: Tetrasiloxane, decamethyl-
207.0

73.0

295.0

45.0 247.0133.0 177.0

23.50 24.00

m/z 207.10  100.00%

23.50 24.00

m/z  28.00   84.80%

23.50 24.00

m/z  44.00   77.25%

23.50 24.00

m/z  18.00   49.93%

23.50 24.00

m/z 281.10   36.04%
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Data File: C:\MassHunter\GCMS\1\BSB\data\MELIS\SelmaUsturk\230124\E1-meoh2.D

Sample   : E1-meoh2

Peak Number:  34    at     26.039 min  Area:    301295  Area % 0.68

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

---------------------------------------------------------------------

C:\MassHunter\LIBRARY\NIST14.L

 1 Cyclotrisiloxane, hexamethyl-            85994 000541-05-9   47

 2 Tetrasiloxane, decamethyl-              168283 000141-62-8   40

 3 Benzo[h]quinoline, 2,4-dimethyl-         71668 000605-67-4   38

C:\MassHunter\LIBRARY\W12N20_MAIN.L

 1 Cyclotrisiloxane, hexamethyl-           261333 000541-05-9   47

 2 5-Methyl-2-phenylindolizine             213604 036944-99-7   27

 3 Cyclotrisiloxane, hexamethyl-           261334 000541-05-9   27

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance Scan 3435 (26.040 min): E1-meoh2.D\data.ms
207.128.0

281.1

396.573.1 133.096.1 177.1 355.3251.1 429.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #85994: Cyclotrisiloxane, hexamethyl-
207.0

96.0
133.0 177.075.045.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #261333: Cyclotrisiloxane, hexamethyl-
207.0

96.0
133.0 177.075.045.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
0

5000

m/z-->

Abundance #71668: Benzo[h]quinoline, 2,4-dimethyl-
207.0

165.076.0 102.0 139.051.0

26.00

m/z 207.10  100.00%

26.00

m/z  28.00   94.46%

26.00

m/z  44.00   91.33%

26.00

m/z  18.00   49.42%

26.00

m/z 281.10   28.91%
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