LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010825\
Data File : VX044631.D

Acq On : 08 Jan 2025 16:21
Operator : JC/MD

Sample : Q1032-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_X\Method\82X010725W.M

Title : SW846 8260

Signal : TIC: VXe44631.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.618 67 87 88 rBv4 15317 65647 6.25% 0.920%
2 1.648 88 92 97 rVB4 16213 24563 2.34% 0.344%
3 2.093 156 165 173 rBV 59940 119005 11.32% 1.667%
4 2.380 205 212 226 rBV 551046 945095 89.93% 13.238%
5 2.569 235 243 250 rBV2 18878 43610 4.15% 0.611%
6 2.941 297 304 309 rBvV 7020 14934 1.42% 0.209%
7 5.379 692 704 721 rBV2 118060 354410 33.72% 4.964%
8 5.544 721 731 750 rVB2 199132 588600 56.01% 8.244%
9 5.946 788 797 812 rBV 139932 383863 36.53% 5.377%
10 6.757 921 930 943 rBV 333757 808165 76.90% 11.320%
11 8.580 1224 1229 1233 rBvV2 6108 11244 1.07% 0.157%

12 8.647 1233 1240 1250 rVV 644695 1050902 100.00% 14.720%
13 10.049 1465 1470 1491 rBV 691852 974395 92.72% 13.648%
14 11.079 1633 1639 1655 rBV 554398 740182 70.43% 10.368%
15 12.018 1788 1793 1803 rBV 774486 971185 92.41% 13.603%

16 12.097 1803 1806 1812 rVB6 6515 10533 1.00% 0.148%
17 12.768 1911 1916 1923 rBV 24118 32974 3.14% 0.462%
Sum of corrected areas: 7139307
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX010825\
Data File : VX044631.D

Acqg On : 08 Jan 2025 16:21
Operator : JC/MD

Sample : Q1le32-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X010725W.M
Quant Title : SW846 8260

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

Abundance TIC: VX044631.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX010825\
Data File : VX044631.D

Acqg On : 08 Jan 2025 16:21
Operator : JC/MD

Sample : Q1le32-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X010725W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknownl.618 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.618 5.58 ug/1 65647  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Chloroethyl methyl sulfoxide 126 C3H7C10S 005331-57-7 25
2 Dimethylamine 45 C2H7N 000124-40-3 10
3 3-Ethoxy-1,2-propanediol 120 C5H1203 001874-62-0 9
4 Metaraminol 167 C9H13NO2 000054-49-9 9
5 2,3-Pyridinedicarboxylic acid 167 C7H5NO4 000089-00-9 9

Abundance  Scan 87 (1.618 min): VX044631.D\data.ms (-67) (-) m/z 44.00 100.00%

44.0
63.1
5000
R RS
H 78.8 1073 1305 1.20 1.40 1.60 1.80 2.00
Ol e e ey m/z 63,10 56.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12525: 2-Chloroethyl methyl sulfoxide
63.0
47.0
5000 ‘uu‘\A\\\‘\\"\A\‘\A\\’\\‘u
1.20 1.40 1.60 1.80 2.00
45.10  43.82%
126.0 n/z
80 199
) S U 1 S TS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
44.0
‘\\\\‘\\r{_‘/}\;\\\‘\\\\‘\\
1.20 1.40 1.60 1.80 2.00
5000 m/z 35.10 40.41%
TTT]TTTT H\\‘\H\‘\\H‘\\H‘HH‘H\\‘HH‘HH‘HH‘HH‘HH TTTT
m/z-->
Abundance #10513: 3-Ethoxy-1,2-propanediol
m/z 47.10 36.97%
‘ | \“\u M‘ | | .
\H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HHHHHHHHHH L TT 1T TTTT \\\\‘\\
m/z-->

82X010725W.M Thu Jan 09 10:11:32 2025 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX010825\
Data File : VX044631.D

Acqg On : 08 Jan 2025 16:21
Operator : JC/MD

Sample : Q1le32-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X010725W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.093 10.11 ug/l 119005 Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Methoxyacetic acid, pentyl ester 160 C8H1603 168920-35-2 4
5 4-Penten-2-0l 86 C5H100 000625-31-0 4

Abundance Scan 165 (2.093 min): VX044631.D\data.ms (-156) (-) m/z 45.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010825\
Data File : VX044631.D

Acq On : 08 Jan 2025 16:21
Operator : JC/MD

Sample : Q1032-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X010725W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknownl.618 1.618 5.6 ug/l 65647 1 5.550 588600 50.0
Ethanol 2.093 10.1 wug/l 119005 1 5.550 588600 50.0
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