Glycine, 3TMS from RawFilesTest_alg3

Extracted lon Chromatograms for Pseudospectrum 9
Time: From 838.597 to 842.983 , mean 840.781

Pseudospectrum 9 840.78 s , Sample: 1
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Glycine, 3TMS from RawFilesTest_alg2
Extracted lon Chromatograms for Pseudospectrum 8 ]
Time: From 837.802 to 842.092 , mean 839.781 Pseudospectrum 8 839.78 s , Sample: 1
S — 173.895 -
o
S g
& 3
72928
= &
o
&
+
8 &
o
S \
Te)
o
o e e <
I I I I I I I 8 I I I I
837 838 839 840 841 842 843 100 200 300 400
Glycine, 3TMS from RawFilesTest_alg9
Extracted lon Chromatograms for Pseudospectrum 2 .
Time: From 834.659 to 839.012 , mean 836.969 Pseudospectrum 2 836.97 s , Sample: 1
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Glycine, 3TMS from RawFilesTest_alg11

Extracted lon Chromatograms for Pseudospectrum 4
Time: From 835.078 to 839.471 , mean 837.282

Pseudospectrum 4 837.28 s , Sample: 1
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Glycine, 3TMS from RawFilesTest_alg8
Extracted lon Chromatograms for Pseudospectrum 6 ]
Time: From 835.233 to 839.539 , mean 837.266 Pseudospectrum 6 837.27 s , Sample: 1
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Glycine, 3TMS from RawFilesTest alg7
Extracted lon Chromatograms for Pseudospectrum 5 ]
Time: From 835.745 to 840.097 , mean 837.938 . Pseudospectrum 5 837.94 s , Sample: 1
o
— 173.886 & ]
. 8 173,886
+
8 —
[aV]
S
F -
2
~ - 72,921
o
F
S ~
- o
= > |
&
S o
: — 2
P T T T T S T T T T T | |
836 838 840 842 50 100 150 200 250 300 350



Pyroglutamic acid, 2TMS from RawFilesTest_alg3

0e+00 1e+07 2e+07 3e+07 4e+07 5e+07

Extracted lon Chromatograms for Pseudospectrum 2
Time: From 1170.153 to 1174.756 , mean 1172.531
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5.0e+07 1.0e+08 1.5e+08

0.0e+00

Pseudospectrum 2 1172.53 s , Sample: 1
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Pyroglutamic acid, 2TMS from RawFilesTest _alg2

Extracted lon Chromatograms for Pseudospectrum 2
Time: From 1170.144 to 1174.773 , mean 1172.516

Pseudospectrum 2 1172.52 s , Sample: 1
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Pyroglutamic acid, 2TMS from RawFilesTest_alg9
Extracted lon Chromatograms for Pseudospectrum 1 )
Time: From 1167.072 to 1172.01 , mean 1169.75 Pseudospectrum 11169.75 s , Sample: 1
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Pyroglutamic acid, 2TMS from RawFilesTest_alg11

Extracted lon Chromatograms for Pseudospectrum 1

Time: From 1167.06 to 1172.184 , mean 1170.078 Pseudospectrum 11170.08 s , Sample: 1
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Pyroglutamic acid, 2TMS from RawFilesTest_alg8
Extracted lon Chromatograms for Pseudospectrum 1 ]
© Time: From 1166.3 to 1171.275 , mean 1168.766 © Pseudospectrum 1 1169.09 s, Sample: 1
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Pyroglutamic acid, 2TMS from RawFilesTest_alg7
Extracted lon Chromatograms for Pseudospectrum 1 ]
»  Time: From 1168.201 to 1173.044 , mean 1170.735 Pseudospectrum 11170.73 s , Sample: 1
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Alanine, 3TMS from RawFilesTest_alg3

Extracted lon Chromatograms for Pseudospectrum 4
Time: From 920.123 to 924.463 , mean 922.219

Pseudospectrum 4 922.22 s , Sample: 1
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Alanine, 3TMS from RawFilesTest _alg2
Extracted lon Chromatograms for Pseudospectrum 7 .
Time: From 919.61 to 923.994 , mean 921.891 . Pseudospectrum 7 921.89 s , Sample: 1
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Alanine, 3TMS from RawFilesTest_alg9
Extracted lon Chromatograms for Pseudospectrum 4 .
Time: From 916.139 to 920.691 , mean 918.422 Pseudospectrum 4 918.42 s , Sample: 1
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Alanine, 3TMS from RawFilesTest_alg11

Extracted lon Chromatograms for Pseudospectrum 3
Time: From 916.406 to 921.012 , mean 918.735

Pseudospectrum 3 918.74 s , Sample: 1
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Alanine, 3TMS from RawFilesTest _alg8
Extracted lon Chromatograms for Pseudospectrum 3 ]
Time: From 916.6 to 920.976 , mean 918.734 Pseudospectrum 3 918.73 s , Sample: 1
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Alanine, 3aTMS from RawFilesTest alg7
Extracted lon Chromatograms for Pseudospectrum 3 ]
Time: From 917.173 to 921.537 , mean 919.391 3 Pseudospectrum 3 919.39 s , Sample: 1
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Aspartic acid, 2TMS from RawFilesTest_alg3

Extracted lon Chromatograms for Pseudospectrum 10
Time: From 1027.252 to 1031.508 , mean 1029.265

Pseudospectrum 10 1029.27 s , Sample: 1
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Aspartic acid, 2TMS from RawFilesTest_alg2
NOT FOUND NOT FOUND
Aspartic acid, 2TMS from RawFilesTest_alg9
Extracted lon Chromatograms for Pseudospectrum 7 )
Time: From 1022.084 to 1026.401 , mean 1024.141 Pseudospectrum 71024.14 s, Sample: 1
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Aspartic acid, 2TMS from RawFilesTest_alg11

Extracted lon Chromatograms for Pseudospectrum 5

Time: From 1022.2 to 1026.561 , mean 1024.453 Pseudospectrum 51024.45 s , Sample: 1
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Aspartic acid, 2TMS from RawFilesTest_alg8
Extracted lon Chromatograms for Pseudospectrum 4 ]
_ Time: From 1022.256 to 1026.388 , mean 1024.453 Pseudospectrum 4 1024.12 s, Sample: 1
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Aspartic acid, 2TMS from RawFilesTest_alg7
Extracted lon Chromatograms for Pseudospectrum 4 )
Time: From 1022.92 to 1027.2 , mean 1025.11 Pseudospectrum 4 1025.11 s, Sample: 1
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Tryptamine, 2TMS from

RawFilesTest alg3

Extracted lon Chromatograms for Pseudospectrum 3
Time: From 1144.735 to 1149.084 , mean 1146.922

Pseudospectrum 3 1146.92 s , Sample: 1

S
— 173.884 8 173,884
S
+ -
$ -
(V]
5
>
. <
- ]
(_D+_ 72,921
3 7 ~
- g -
&
S o
: — -
= T T T T 3 T T T |
1144 1146 1148 1150 100 200 300 400
Tryptamine, 2TMS from RawFilesTest_alg3
Extracted lon Chromatograms for Pseudospectrum 7 ]
Time: From 1122.324 to 1126.75 , mean 1124.312 . Pseudospectrum 7 1124.66 s , Sample: 1
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Tryptamine, 2TMS from RawFilesTest_alg2
Extracted lon Chromatograms for Pseudospectrum 3 ]
Time: From 1144.674 to 1148.942 , mean 1146.922 Pseudospectrum 3 1146.92 s , Sample: 1
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Tryptamine, 2TMS from RawFilesTest_alg2

Extracted lon Chromatograms for Pseudospectrum 6 Pseudospectrum 6 1124.31 s , Sample: 1

Time: From 1122.211 to 1126.513 , mean 1124.313 '§
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Tryptamine, 2TMS from RawFilesTest_alg9
Extracted lon Chromatograms for Pseudospectrum 9 ]
Time: From 1139.834 to 1144.756 , mean 1142.172 Pseudospectrum 9 1142.5 s , Sample: 1
— 173.889 S
~ S
S 5
8 ] < 72918
© N~
;. i-
[} N
0
o
3 - = 8
S T T T T T 8 T T T T T T T T
1138 1140 1142 1144 1146 50 100 150 200 250 300 350 400
Tryptamine, 2TMS from RawFilesTest _alg11
Extracted lon Chromatograms for Pseudospectrum 9 ]
Time: From 1140.402 to 1145.144 , mean 1142.813 " Pseudospectrum 9 1142.81 s , Sample: 1
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Tryptamine, 2TMS from

RawFilesTest alg8

0.0e+00 5.0e+06 1.0e+07 1.5e+07 2.0e+07

Extracted lon Chromatograms for Pseudospectrum 5
Time: From 1140.444 to 1144.854 , mean 1142.484
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Pseudospectrum 5 1142.48 s , Sample: 1
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Tryptamine, 2TMS from

RawFilesTest_alg8

Extracted lon Chromatograms for Pseudospectrum 10
Time: From 1118.196 to 1122.443 , mean 1120.219

Pseudospectrum 10 1120.22 s , Sample: 1
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Tryptamine, 2TMS from RawFilesTest_alg7
Extracted lon Chromatograms for Pseudospectrum 8 ]
S Time: From 1140.714 to 1145.358 , mean 1143.141 Pseudospectrum 8 1143.14 s, Sample: 1
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