LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51823\
Data File : VU@54177.D

Acqg On : 18 May 2023 20:05
Operator : JC/MD

Sample : 02844-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 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\SFAMUTRO51823WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@54177.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 17 rVB2 41539 39606 3.55% ©.755%
2 1.485 37 45 56 rBvV 39764 98466 8.84% 1.877%
3 1.597 74 80 95 rVB 62219 81921 7.35% 1.562%
4 1.912 171 178 191 rVB 44253 63529 5.70% 1.211%
5 2.565 369 381 394 rBV 98027 161314 14.48% 3.075%
6 2.642 394 405 434 rVB2 18404 53687 4.82% 1.023%
7 2.871 437 476 553 rBvV2 115387 1114153 100.00% 21.238%
8 4.629 1011 1023 1041 rBV 44554 124571 11.18%  2.375%
9 4.803 1067 1077 1106 rVB3 32876 78975 7.09% 1.505%
10 5.057 1138 1156 1186 rVB 83679 199281 17.89% 3.799%
11 5.719 1340 1362 1381 rBV2 163874 418882 37.60%  7.985%
12 6.243 1512 1525 1552 rBV 202644 389891 34.99% 7.432%
13 6.687 1649 1663 1680 rBV 98205 192651 17.29% 3.672%
14  7.562 1920 1935 1950 rBV2 49997 87166 7.82% 1.662%
15 7.893 2026 2038 2057 rBV 205647 362661 32.55% 6.913%
16 8.176 2115 2126 2146 rBV 29091 49953 4.48% 0.952%
17 8.629 2256 2267 2308 rBvV2 173027 339874 30.51% 6.479%
18 8.931 2347 2361 2382 rVB2 11499 26522 2.38% 0.506%
19 9.414 2496 2511 2540 rBV 281627 476796 42.79% 9.089%
20 10.751 2915 2927 2944 rVB2 69967 111692 10.02% 2.129%

21 11.806 3241 3255 3274 rBV 290137 466977 41.91%
22 12.189 3362 3374 3391 rBV 185991 307395 27.59% 5.860%
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Sum of corrected areas: 5245963
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

: 02844-11
: 25.0mL/MSVOA_U/WATER
. 24

d

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51823\

: VUe54177.D
: 18 May 2023 20:05

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51823WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051823\
Data File : VU@54177.D

Acqg On : 18 May 2023 20:05
Operator : JC/MD

Sample : 02844-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@51823WMA.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 Ethane, 1,1-difluoro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.359 0.51 ug/L 39606 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1-difluoro- 66 C2HAF2 000075-37-6 64
2 Ethane, 1,1-difluoro- 66 C2HAF2 000075-37-6 59
3 Ethane, 1,1-difluoro- 66 C2H4AF2 000075-37-6 45
4 Propiolonitrile 51 C3HN 001070-71-9 4
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 1

Abundance Scan 6 (1.359 min): VU054177.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0 51.0
65.0
5000
AT AR
H ‘ ‘ ‘ 1.401.501.60 1.70 1.80
0 b H e M/z 50,95 98..81%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #422: Ethane, 1,1-difluoro-
51.0
5000 65.0 T T T T T T T T T
1.40 1.501.60 1.70 1.80
m/z 39.00 61.46%
27.0 4
15.0
O\\\H\\‘\;\\‘\\\\‘\\{}}\\H‘\H\H!H‘ﬁﬂ..‘g\\‘ﬁﬁ!l\\\‘H\‘HH‘\HMHH‘HH‘\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #424: Ethane, 1,1-difluoro-
51.0
Raaaaman e
65.0 1.40 1.501.60 1.70 1.80
5000 ' m/z 65.00 52.68%
27.0 44
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Abundance #423: Ethane, 1,1-difluoro- /\1““‘H““‘H“““H
51.0 1.401.501.60 1.70 1.80
m/z 42.00 48.92%
5000 65.0
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.40 1.501.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051823\
Data File : VU@54177.D

Acqg On : 18 May 2023 20:05
Operator : JC/MD

Sample : 02844-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@51823WMA.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 2 Aminomethanesulfonic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.485 1.26 ug/L 98466  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 4

Abundance  Scan 45 (1.485 min): VU054177.D\data.ms (-37) (-) m/z 63.90 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051823\
Data File : VU@54177.D

Acqg On : 18 May 2023 20:05
Operator : JC/MD

Sample : 02844-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@51823WMA.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 3 1Isopropyl Alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.871 14.29 ug/L 1114156  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 56
5 Isopropyl Alcohol 60 C3H80 000067-63-0 56
Abundance Scan 476 (2.871 min): VU054177.D\data.ms (-437) (-) m/z 44.95 100.00%
45.0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051823\
Data File : VU@54177.D

Acqg On : 18 May 2023 20:05
Operator : JC/MD

Sample : 02844-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@51823WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Ethyl Acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.803 1.01 ug/L 78975 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Acetate 88 C4H802 000141-78-6 90
2 Ethyl Acetate 88 C4H802 000141-78-6 90
3 Ethyl Acetate 88 C4H802 000141-78-6 90
4 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 72
5 Ethyl Acetate 88 C4H802 000141-78-6 50
Abundance Scan 1077 (4.803 min): VU054177.D\data.ms (-1067) (-)| | m/z 42.95 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51823\
Data File : VU@54177.D

Acqg On : 18 May 2023 20:05
Operator : JC/MD

Sample : 02844-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51823WMA.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|
Ethane, 1,1-dif... 1.359 0.5 ug/L 39606 1 6.243 389891 5.0
Aminomethanesul... 1.485 1.3 ug/L 98466 1 6.243 389891 5.0
Isopropyl Alcohol 2.871 14.3 wug/L 1114150 1 6.243 389891 5.0
Ethyl Acetate 4.803 1.0 ug/L 78975 1 6.243 389891 5.0
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