LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91223\
Data File : VU@55273.D

Acqg On : 13 Sep 2023 05:28
Operator : MD/SY

Sample : 04350-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTRO90123WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@55273.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.595 88 95 109 rVB 34764 43526 8.29% 1.007%
2 1.682 116 122 134 rVB 21089 26464 5.04% 0.612%
3 1.824 148 166 184 rBV3 12386 46954 8.94% 1.087%
4 1.907 185 192 205 rVB 53787 68748 13.09% 1.591%
5 2.563 385 396 411 rBV 70057 115320 21.96% 2.668%
6 4.624 1025 1037 1070 rBV 75026 247627 47.16% 5.730%
7 5.062 1155 1173 1196 rBV2 95307 221157 42.12% 5.118%
8 5.724 1359 1379 1403 rBV3 172122 457191 87.07% 10.579%
9 6.248 1529 1542 1564 rBV 194374 388400 73.97% 8.987%
10 6.541 1618 1633 1648 rBV7 29166 63220 12.04% 1.463%
11 6.688 1664 1679 1698 rBV 121423 237343 45.20%  5.492%
12 7.566 1940 1952 1975 rBV2 36011 68011 12.95% 1.574%
13 7.897 2041 2055 2071 rBV 187231 328120 62.49% 7.593%
14  8.184 2131 2144 2163 rBV 21944 38412 7.32% ©0.889%
15 8.634 2273 2284 2321 rBV5 195647 496847 94.62% 11.497%

16  9.415 2516 2527 2554 rBV 306827 525077 100.00% 12.150%
17 10.756 2932 2944 2961 rBV 79400 133020 25.33% 3.078%
18 11.810 3260 3272 3294 rBV 306320 500543 95.33% 11.582%
19 12.193 3378 3391 3410 rVB 187435 315588 60.10% 7.303%

Sum of corrected areas: 4321568
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91223\

: VUe55273.D

: 13 Sep 2023 05:28

: MD/SY

: 04350-14

: 25.0mL/MSVOA_U/WATER

: 36 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@90123WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance
300000

250000

200000

150000

100000

50000

0

TIC: VU055273.D\data.ms

6.248
5.724

6.68

5.062

2563 4.624
1.907

1.595

NMSESZ 6.541

Time-->
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300000

250000
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TIC: VU055273.D\data.ms
9.415 11.810

7.897 8.634

10.756

0
Time-->
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250000
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TIC: VU055273.D\data.ms

.

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU091223\
Data File : VU@55273.D

Acqg On : 13 Sep 2023 05:28
Operator : MD/SY

Sample : 04350-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@90123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.824 0.60 ug/L 46954  1,4-Difluorobenzene 6.248

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneethanamine, 2-fluoro-.bet... 185 C9H12FNO2 103439-04-9 45
2 Glycolamide 75 C2H5NO2 000598-42-5 36
3 L-Alanine, TMS derivative 161 C6H15N02Si 1000333-28-1 9
4 4-Bromoamphetamine 213 C9H12BrN 013235-83-1 9
5 dl-Alanine 89 C3H7NO2 000302-72-7 9

Abundance Scan 166 (1.824 min): VU055273.D\data.ms (-148) (-) m/z 43.90 100.00%

5000 %
L B B L L I B
‘ 77.9 206.9 1.60 1.80 2.00 2.20
T \“1‘“”‘1“\“ T “\ T ‘1%[6\6\ L B e R T \2\8\8‘ m/Z 44 .90 15.22%
miz-> 50 100 150 200 250
Abundance #60289: Benzeneethanamine, 2-fluoro-.beta.,3-dihydroxy
44.0
5000
1.60 1.80 2.00 2.20
m/z 48.90 12.32%
I 77.0107.0139.0 186.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1005: Glycolamide
44.0
R EEAARREEE
1.60 1.80 2.00 2.20
5000 m/z 77.90 11.68%
75.0
1‘4@“:“”‘_“”_‘”_‘H_‘H_‘H
miz--> 50 100 150 200 250
Abundance #37231: L-Alanine, TMS derivative
44.0 1.60 1.80 2.00 2.20
m/z 35.80 9.86%
5000
75.0
‘ 128.0
m/z--> 50 100 150 200 250 1.60 1.80 2.00 2.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91223\
Data File : VU@55273.D

Acqg On : 13 Sep 2023 05:28
Operator : MD/SY

Sample : 04350-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO90123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown-01 1.824 0.6 ug/L 46954 1 6.248 388400 5.0
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