LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100622\
Data File : VX031933.D

Acqg On : 06 Oct 2022 21:14
Operator : JC/MD

Sample : N4882-13 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 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\82X100622W.M

Title : SW846 8260

Signal : TIC: VX@31933.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.941 296 304 322 rVB 6899 18582 2.58% 0.379%
2 3.111 324 332 340 rBV2 9461 22313 3.10% 0.455%
3 4.366 517 528 536 rBV5 3751 10192 1.42% 0.208%
4 4.580 562 573 584 rBvV3 2362 8097 1.13% 0.165%
5 5.385 695 705 717 rBvV2 60737 179804 24.98% 3.664%
6 5.550 724 732 750 rVB 58091 163557 22.73%  3.333%
7 5.958 788 799 807 rBvV2 66998 182999 25.43%  3.729%
8 6.044 807 813 827 rVB2 12984 36594 5.08% 0.746%
9 6.245 840 846 858 rvVB6 3916 11855 1.65% 0.242%
10 6.763 921 931 946 rBvV 86484 207295 28.80% 4.224%
11  7.385 1022 1033 1040 rBV4 4819 11254 1.56% 0.229%
12 8.507 1211 1217 1225 rBV2 5841 10363 1.44% 0.211%
13 8.647 1234 1240 1247 rBV 307221 486019 67.53% 9.904%
14  8.720 1247 1252 1258 rVB 51903 79078 10.99% 1.612%
15 8.842 1263 1272 1283 rVB2 6430 13074 1.82% 0.266%
16 9.458 1365 1373 1379 rBV3 3733 7533 1.05% 0.154%
17 10.055 1461 1471 1477 rBV 219814 304847 42.36% 6.212%
18 10.147 1482 1486 1489 rBV3 6453 7906 1.10% 0.161%
19 10.195 1489 1494 1500 rVvV 273557 346833 48.19% 7.068%

20 10.299 1505 1511 1519 rVB 540211 719695 100.00% 14.666%

21 10.640 1562 1567 1575 rVB 176648 221973 30.84% 4.524%
22 10.963 1616 1620 1625 rVB2 5877 7655 1.06% 0.156%
23 11.079 1634 1639 1646 rBV 248595 327303 45.48% 6.670%
24 11.305 1673 1676 1680 rVB 19336 23709 3.29% ©0.483%
25 11.378 1683 1688 1696 rvwVv 84618 148129 20.58% 3.019%
26 11.451 1696 1700 1712 rVB 114191 133138 18.50% 2.713%
27 11.616 1722 1727 1735 rVB 57685 73486 10.21% 1.498%
28 11.713 1737 1743 1745 rBV2 7184 9768 1.36% ©.199%
29 11.750 1745 1749 1755 rVB 174259 219011 30.43% 4.463%
30 11.884 1762 1771 1780 rVB6 6098 12068 1.68% 0.246%

31 12.024 1789 1794 1800 rBV 303927 385607 53.58%

7.
32 12.085 1800 1804 1811 rVV 107208 141216 19.62%  2.878%
33 12.152 1812 1815 1821 rVB4 5217 7390 1.03% 0.151%
34 12.244 1821 1830 1838 rBV2 58224 83376 11.58%  1.699%
35 12.317 1838 1842 1849 rVB2 23337 32811 4.56% 0.669%
36 12.530 1873 1877 1879 rBV 9408 11550 1.60% ©.235%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100622\
Data File : VX031933.D

Acqg On : 06 Oct 2022 21:14
Operator : JC/MD

Sample : N4882-13 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 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\82X100622W.M
Title : SW846 8260
37 12.555 1879 1881 1886 rvVB2 7629 9200 1.28% 0.187%
38 12.616 1886 1891 1894 rBV 19575 24442  3.40% 0.498%
39 12.701 1901 1905 1911 rVB2 9116 13515 1.88% 0.275%
40 12.847 1925 1929 1936 rVB2 7176 10141 1.41% 0.207%
41 12.920 1936 1941 1944 rBV 14773 17551 2.44% ©.358%
42 12.963 1944 1948 1953 rVB 24169 28781 4.00% 0.587%
43 13.292 1997 2002 2007 rVB2 18902 24126 3.35% 0.492%
44 13.353 2007 2012 2020 rBvV 6080 9694 1.35% ©.198%
45 13.713 2067 2071 2077 rBV2 8170 12989 1.80% ©.265%
46 13.774 2077 2081 2087 rVB 60988 78008 10.84%  1.590%
47 13.871 2093 2097 2105 rVB 9572 12566 1.75% ©.256%
Sum of corrected areas: 4907093
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100622\
Data File : VX031933.D

Acqg On : 06 Oct 2022 21:14
Operator : JC/MD

Sample : N4882-13 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100622W.M
Quant Title : SW846 8260

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

Abundance TIC: VX031933.D\data.ms
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Abundance TIC: VX031933.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100622\
Data File : VX031933.D

Acqg On : 06 Oct 2022 21:14
Operator : JC/MD

Sample : N4882-13 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100622W.M
Quant Title : SW846 8260

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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.378 19.21 ug/1 148129 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1688 (11.378 min): VX031933.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.1 A
— A
77.1 91.0
39.0 630 ' | ‘ 11.00 11.50
Ol b e m/z 1200100 32.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 — A ﬂ
120.0 11.00 11.50
m/z 77.10 12.70%
77.0 91.0
O 150 L 390 1 637\0 \‘ 4 Iy il
H‘\\H‘HH‘HH’HH‘\H\’HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 A
— A
11.00 11.50
5000 m/z 91.00 12.66%
120.0
77.0 91.0
39.0
Y e | O W S
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\
Abundance #10695: Mesitylene 4 L A
105.0 11.00 11.50
m/z 106.00 8.97%
120.0
5000
39.0 63.0 77.0 91.0 ‘ j\
0H“H“m"‘c‘)uH‘,Mmi‘;m‘,“fhwm“‘m“mw‘:1“”“““””“ — R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100622\
Data File : VX031933.D

Acqg On : 06 Oct 2022 21:14
Operator : JC/MD

Sample : N4882-13 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100622W.M
Quant Title : SW846 8260

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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.616 9.53 ug/l 73486  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1727 (11.616 min): VX031933.D\data.ms (-1722) (- | m/z 105.05 100.00%
105.1
5000
120.1 j\
A —
91.0
390 630 77‘-0 | 11.50 12.00
O e et e e il m/z 120010 30.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 Sy /\ Cemt
120.0 11.50 12.00
m/z 91.00 13.08%
77.0 91.0
OH‘]\_\5\.9\H‘\‘\\?\’%‘.(\)\\\“H\?%\"9‘\\\M“HHH\H‘\Ml\‘\\‘\‘\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 A
P =y
11.50 12.00
5000 m/z 77.00 12.16%
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A A
Abundance #10691: Mesitylene P e
105.0 11.50 12.00
120.0 ITI/Z 79.10 9.43%
5000
300  g30 /70 910 | A /\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100622\
Data File : VX031933.D

Acqg On : 06 Oct 2022 21:14
Operator : JC/MD

Sample : N4882-13 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100622W.M
Quant Title : SW846 8260

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 4 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.085 18.31 ug/l 141216 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1804 (12.085 min): VX031933.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000 120.1 /\
\
39.0 63.0 77"1 91‘1 1200
Oyl bl el miz 120010 44.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 A‘
120.0 12.00
m/z 77.10 13.41%
0 77.0 91.0
O\\’:I\-\SHO’\H“\’\\H"‘\\\\"‘1‘1H‘\\“H‘\H‘\“\H\“\H\‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0 A
Ao
1200
5000 120.0 m/z 91.10 10.67%
77.0
51.0 91.0
NN T W1 SO N RO
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10718: Benzene, 1,2,4-trimethyl- 2y
105.0 1200
m/z 106.10 9.85%
120.0
5000
77.0 91.0
oL.150 380 310 640 o ‘ j\ N
R B T e e e ‘ — =
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100622\
Data File : VX031933.D

Acqg On : 06 Oct 2022 21:14
Operator : JC/MD

Sample : N4882-13 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100622W.M
Quant Title : SW846 8260

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 5 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 10.81 ug/l 83376 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 81
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 72
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 72
Abundance Scan 1830 (12.244 min): VX031933.D\data.ms (-1821) (| m/z 117.10 100.00%
117.1
5000
910 ,k T I T T T \/\/\/\\
390 630 ‘ | 131 12.00 12.50
Ol el e m/z 118,180 54.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
5000 R, U
12.00 12.50
91.0 m/z 115.00  33.60%
39.0 580 ‘
OH‘\\H‘\\\‘\‘\\H“\\HN{\\‘1‘r“r‘r\‘7\4\.\9‘H\\“}\\\‘1‘\‘\\‘HH’HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
N LV DU
12.00 12.50
5000 m/z 91.00 17.92%
300 630 91.0
Y NSRS | SURNION | O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AJ\
Abundance #10198: Benzene, cyclopropyl- R A /KA“A
117.0 12.00 12.50
m/z 119.10 11.15%
5000 910
39.0 65.0 A
0\\‘\\\\‘\\\\‘\\\\“\\\\i‘u\1‘\‘\‘\\‘\\\‘!‘\H\“1\\\‘\‘H\‘Hl\"‘uu’uu‘u O ‘A‘ o /\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100622\
Data File : VX031933.D

Acqg On : 06 Oct 2022 21:14
Operator : JC/MD

Sample : N4882-13 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100622W.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|
Benzene, 1l-ethy... 11.378 19.2 ug/l 148129 4 12.024 385607 50.0
Benzene, 1l-ethy... 11.616 9.5 ug/l 73486 4 12.024 385607 50.0
Benzene, 1,2,3-... 12.085  18.3 ug/l 141216 4 12.024 385607 50.0
Benzene, 1l-ethe... 12.244 10.8 ug/l 83376 4 12.024 385607 50.0
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