LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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@32087.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.215 154 185 209 rBV 7291424 39603004 100.00% 63.729%
2 6.037 804 812 826 rVB 502270 1322508 3.34% 2.128%
3 8.653 1234 1241 1246 rBV 418084 667450 1.69% 1.074%
4 8.720 1246 1252 1265 rVB 1561582 2332956 5.89%  3.754%
5 11.079 1634 1639 1651 rVB 344048 453294 1.14% 0.729%
6 11.378 1683 1688 1696 rBV 285506 520523 1.31% ©0.838%
7 11.750 1745 1749 1760 rVB 425741 536142 1.35% 0.863%
8 12.024 1789 1794 1799 rVB2 429675 572082 1.44% 0.921%
9 12.085 1799 1804 1811 rBV 502937 653493 1.65% 1.052%
10 12.243 1823 1830 1832 rBV2 360553 467033 1.18% ©.752%
11 12.317 1838 1842 1849 rVB3 365900 548758 1.39% 0.883%
12 12.615 1886 1891 1894 rBV 356010 429154 1.08% 0.691%
13 12.701 1900 1905 1908 rBV 305995 463697 1.17% 0.746%
14 12.963 1944 1948 1954 rVB 441969 562765 1.42% 0.906%
15 13.170 1974 1982 1986 rBvV2 539549 768163 1.94%  1.236%
16 13.292 1992 2002 2007 rBV2 1574753 2349006 5.93% 3.780%
17 13.420 2019 2023 2032 rVB 1212772 1592309 4.02% 2.562%
18 13.664 2060 2063 2069 rVB2 284383 416031 1.05% 0.669%
19 13.853 2088 2094 2099 rVB 433097 615452 1.55% 0.990%
20 13.926 2099 2106 2110 rBV2 468322 667878 1.69% 1.075%
21 14.231 2148 2156 2163 rVB 1183646 1825240 4.61% 2.937%
22 14.371 2175 2179 2183 rVV 324125 398837 1.01% 0.642%
23 14.481 2192 2197 2207 rBV2 844952 1165463 2.94% 1.875%
24 14.615 2215 2219 2220 rBV 394362 429194 1.08% 0.691%
25 14.639 2220 2223 2226 rVW 637069 839194  2.12% 1.350%
26 14.780 2244 2246 2250 rW 376495 439526 1.11% 0.707%
27 15.182 2307 2312 2315 rBV 298979 488223 1.23% 0.786%
28 15.487 2356 2362 2366 rBvV2 324508 586167 1.48% 0.943%
29 15.615 2378 2383 2386 rVvV 258993 429067 1.08% 0.690%

Sum of corrected areas: 62142609
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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: VX032087.D\data.ms
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Abundance TIC: VX032087.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 1 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.215 1497.27 ug/1l 39603000 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 86
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 2

Abundance Scan 185 (2.215 min): VX032087.D\data.ms (-154) (-) m/z 45.10 100.00%

45.1
5000 A
R
1.80 2.00 2.20 2.40 2.60
) SN — ] W -5 R {02 S 1 8 m/z 46.10  46.76%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #106: Ethano
31.0
5000 45.0 [T T T T T T T
1.80 2.00 2.20 2.40 2.60
m/z 43.10 23.70%
15.0 ‘
O \\\‘\\‘\\“\\‘!}“\\\\‘}‘\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #109: Dimethyl ether
45.0
1.80 2.00 2.20 2.40 2.60
m/z 42.00 9.12%
5000 29.0
15.0
Ottt
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #103: Methane, nitroso- R R RREEAREE
30.0 1.80 2.00 2.20 2.40 2.60
45.0 ITI/Z 44.05 3.03%
5000
15.0
0 ; “\ ]

m/z--> 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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-3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.378 45.49 ug/1 520523 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Mesitylene 120 CO9H12 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): VX032087.D\data.ms (-1683) (- m/z 105.05 100.00%
105.1
5000
120.1
391 630 -0 91‘-0 11.00 11.50
oH_m_mwH‘,umm‘,;th“l‘_Hu‘sw;‘s!wm”W m/z 120.16  31.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 — M J\
120.0 11.00 11.50
m/z 91.00 13.55%
77.0 91.0
39.0
OH‘\\H‘\H‘\‘HH"‘HH“HH‘G’%\“\O\‘\HM“\H\“}\H‘\MH‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl- A
105.0
— O
11.00 11.50
5000 m/z 77.00 12.76%
120.0
77.0 91.0
ol 280 . 390 8 b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0 11.00 11.50
m/z 79.10 8.92%
5000 120.0
77.0
51.0 91.0 /\
P IUUNNON O ot S O O YOO | Y 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX@32087.D

Acq On 12 Oct 2022 16:18

Operator JC/MD

Sample : N5042-07

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Benzene, 1-propenyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.243  40.82 ug/l 467033  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 91
2 Indane 118 C9H10 000496-11-7 91
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
5 Deltacyclene 118 C9H1e 007785-10-6 60

Abundance Scan 1830 (12.243 min): VX032087.D\data.ms (-1823) (- m/z 117.10 100.00%
117.1
5000 k
91.1
390 630 ‘ ‘ ‘ 134.1 12,00 12:50
ol el L1542 0 198 10 54.02%
m/z--> 20 40 60 80 100 120 140
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 — wll
12 OO 12.50
91.0 m/z 115.10  35.26%
51.0 ‘
O\\\‘2\7\0\\"\\‘\\““\‘\\4\P\\“}\“‘\\\1“\\\\‘\\\\ 1
miz-> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
1 s L\
12 00 12.50
5000 ITI/Z 119.10 26.68%
91.0
39.0 63.0
obte0 i e b
miz--> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cydopropyh
117. 12.00 12.50
m/z 105.05 23.80%
5000 91.0
51.0
o 2o Al M
m/z--> 20 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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, 1,2,4,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.963 49.19 ug/l 562765 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 1948 (12.963 min): VX032087.D\data.ms (-1944) (- m/z 119.10 100.00%
119.1
5000
91.0 ‘13\00‘
39.0 65.0 135.2 .
Ol e L I THPRAS22 7 134,05 43.99%
m/z--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 \ # J\ =
13.00
91.0 m/z 91.05 17.43%
0 \]-\5\0‘\‘\ T \“‘\ \‘\ \‘Gf_‘)\()\ \“ T \‘\ T “\‘\ \Hl T \l\\el‘o\ T
miz--> 20 60 80 100 120 140
Abundance #17064. Benzene, 1,2,3,4-tetramethyl-
119.0
s
13.00
5000 m/z 120.05 9.63%
0 91.0
ol 250 . N7 %0 L L 1360
miz--> 20 40 60 80 100 120 140 A
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- o
119.0 13.00
m/z 77.00 9.27%
5000
39.0 91.0
65.0
R “‘M A e b0l 1960 Pl
m/z--> 20 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 6 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.170  67.14 ug/1 768163 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90

Abundance Scan 1982 (13.170 min): VX032087.D\data.ms (-1974) (- m/z 117.05 100.00%
1

1.1
5000

>

51.0 91.0 M 13.00 1350
0 m_m\m‘w‘l‘T?ﬂ?‘m‘”mm ) 148.1166.1  n 7 132,05  38.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000

13.00 13.50
m/z 115.05 27.93%

91.0
51.0
m/z--> 200 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

13.00 13.50
5000 m/z 131.05 19.43%
91.0
70 510 ‘
0 H“‘\"‘ “‘i“ \“1‘\““”\73\”9‘ el ‘M;\H “\U“‘ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 13.00 13.50

m/z 91.05 14.12%

5000
39.0 65.0 91.0
0 TR N T M 185.0

T e
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX@32087.D

Acqg On : 12 Oct 2022 16:18

Operator JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100622W.M
. 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 7 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.292 205.30 ug/l 2349010 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 93
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 90
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87

Abundance Scan 2002 (13.292 min): VX032087.D\data.ms (-1992) (- m/z 117.05 100.00%
117.1
5000 Ut
91.0 T T T
51.0 1 13.00 13.50
b i 82l M 8011662 1y 999 10 34.85%
m/z--> 20 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 13.00 13.50
510 m/z 132.05  34.32%
27.0 ' ‘
O\\\‘\‘\\\“"‘\\“}‘\““!‘\73\”9‘\\‘}\“H‘\\ ‘\‘U\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
13.00 13.50
5000 ITI/Z 115.05 29.23%
390 450 910
0b b L L asse
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 13.00 13.50
m/z 91.05 18.58%
5000
91.0
oﬂﬂ,monvh e Lo
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX@32087.D

Acqg On : 12 Oct 2022 16:18

Operator JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.420 139.17 ug/1 1592310 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 Indan, epoxide 132 C9H80 000768-22-9 62
3 N-Ethylbenzimidoyl bromide 211 C9H1eBrN 041182-87-0 50
4 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 50
5 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 43

Abundance Scan 2023 (13.420 min): VX032087.D\data.ms (-2019) (- m/z 104.10 100.00%
104.1
5000 132.1 Jt
e ‘
5.0 781 ‘ 13.50
S O R J“ il 1682 s 132,05 43.37%
miz--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 J LERTEY.V /
13.50
m/z 91.10 40.63%
51.0 78.0
O‘2\7\.(\)\‘\\“}‘\“H\\\H‘\\}\‘ H‘\‘l“\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16653: Indan, epoxide
104.0
1350
5000 ITI/Z 115.10 17.07%
51.0 78.0 132.0
27.0 ‘
0 _‘mWHwumw‘_m,uﬂmw”,””_m
miz--> 20 100 120 140 160
Abundance #88949.N—EthWbenzmﬂdoberonﬂde
104.0 13.50
132.0 m/z 117.10 13.86%
5000 770
51.0 '
27.0
0 J“ﬂ“y“m“ e -
m/z--> 20 40 60 80 100 120 140 160 1350

82X100622W.M Thu Oct 13 14:13:43 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.853 53.79 ug/l 615452 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 95
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000530-93-8 68
3 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10OH100 002461-34-9 62
4 2-Azetidinone, 4-phenyl- 147 C9H9NO 005661-55-2 43
5 2-Methylbenzyl cyanide 131 CSHOSN 022364-68-7 38

Abundance Scan 2094 (13.853 min): VX032087.D\data.ms (-2088) (- m/z 104.10 100.00%

104.1
5000 146.0 J\
e
39.1 78‘-0 | e 13.50 14.00
bbbl il AL B2 17721984 s 146,00 45.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0
13.50 14.00
m/z 91.10 34.84%
39.0 78.0
O ‘\‘\ T \“‘\ \“\‘\ ‘m\ T \H‘ T \‘} T ““\ \‘}m-‘z\q\‘.{o\ ‘ \H\ T ‘ TTTT ‘ TTTT ‘ 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24950: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
146.0 ik AN
13.50 14.00
5000 ITI/Z 131.00 24 .30%
58.0 78.0
0200 0 Lo |
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #24966: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104.0 13.50 14.00

m/z 115.05 20.95%

5000 146.0

-

39.0 78.0
_«M‘«Hﬂhﬂﬂh‘ﬂh‘ﬁk‘w“ — =
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 1@ Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.926  58.37 ug/l 667878 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16 078920-29-3 95
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 93
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 92
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 91

Abundance Scan 2106 (13.926 min): VX032087.D\data.ms (-2099) (- m/z 131.00 100.00%
0

131,
5000
91.0

51.1 ‘
S PN M A 160-21801 s 917 05 38.83%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36270: Bicyclo[4.2.0]octa-1,3,5-triene, 7-butyl-
131.0
104.0
5000

o

160.0 14.00
500 770 m/z 146.05  33.84%
0 ‘\‘\‘\\“‘\ \“\‘\“‘M\W“‘ HW\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
14.00
5000 91.0 m/z 115.85  28.31%
65.0 4
0 ‘““‘3‘9“79““‘_‘:H“_umwl‘l‘ H?wl“lw“m_mw
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- =
131.0 14.00

m/z 91.05 26.95%

5000
91.0
390 650 ‘
| | Il | ‘\‘vl‘l‘ ‘ ‘\H\‘ il

m/z--> 20 40 60 80 100 120 140 160 180 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 11 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.231 159.53 ug/1 1825240 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 55
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 53

Abundance Scan 2156 (14.231 min): VX032087.D\data.ms (-2148) (- m/z 131.05 100.00%
1

131
5000
105.1

39.1 77.0 ‘ 14.00 14.50
Ol e L L 116021803 s 198 65 76.60%
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

Ui

14.00 14.50
m/z 146.20 62.47%

0- ‘\‘“!\“\MH\‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

5000

14.00 14.50
5000 m/z 117.05 39.14%
39.0 91.0
15.0 63.0

AN I

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- —Z5 ———
131.0 14.00 14.50

m/z 115.05 31.36%

39.0
65.0
0 ‘H \M Il ‘1“ \H “‘ LM |

T \
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 12 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.481 101.86 ug/l 1165460 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 70
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 68
Abundance Scan 2197 (14.481 min): VX032087.D\data.ms (-2192) (|  m/z 131.00 100.00%
131.0
5000
105.
39.1 77.0 14.50
160.2
0 ‘ ‘w‘h 28332070 /7 118,10 66.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 USSR
39.0 91.0 14.50
15.0 63.0 m/z 146.85  57.22%
O' ‘\‘\H\“‘\‘\\‘\““!\“\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
14.50
5000 m/z 117.10 37.41%
105.0
390 770
0 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- T
131.0 14.50
m/z 115.00 33.25%
5000 91.0
39.0 65.0 ‘
0"‘_““MJW‘meMu:WM‘wM‘M“M“_“W“H“H‘ ISER.
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 13 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.639 73.35 ug/l 839194 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 59

Abundance Scan 2223 (14.639 min): VX032087.D\data.ms (-2220) (- m/z 142.85 100.00%

142.1
5000
115.1

—
63.0 14 50 15.00

89.1
0l 200 ST 17421942 s 140 05 85, 36%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22150: Naphthalene, 2-methyl-
142.0

5000 T
115.0 14 50 15 00
115.05  28.20%

71.
‘\\\\‘\5\1\9“\\“\\O‘\g\q-\(\)‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0

o

1450 1500
143.05 11.23%
5000 115.0
300 %30, 890 I
O et e e e e e
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #22140: Benzocycloheptatriene
141.0 1450 1500

139.05 10.15%

5000
115.0
300 63‘ 0 890
0 IS RS M;H““H“““

m/z--> 20 40 60 80 100 120 140 160 180 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 14 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.182 42.67 ug/1 488223  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 94
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 87
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 76
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 74

Abundance Scan 2312 (15.182 min): VX032087.D\data.ms (-2307) (- m/z 145.05 100.00%

145.1
5000
115.1 A

91.1 15.00 15.50
39.1 65. ‘ : :
0 H“H“wwwwmhmh_wkwd“m‘ Ll 46811943 1) 166.15  41.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000

15.00 15.50
m/z 132.05 23.24%

105 0
e
\\\‘\\\\“‘\\‘\\‘w‘\\\‘”‘\\‘\\‘\\\\‘h‘\\\\“H\\\“\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
s

o

15.00 15.50
5000 m/z 115.10 21.99%
910 1150
0 ':L‘S‘?‘ ‘?‘9\‘\?‘\‘\‘6‘?‘ ‘ ‘u‘ : “‘ : “1“\ : ;H‘ Hm‘; : ‘M;“ : ‘\‘\‘ R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl- P P
145.0 15.00 15.50

m/z 130.00  21.29%

- WLLM
117.0
91.0
ol15.0 390 680 S0 7Ty | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 15 Naphthalene, 2,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.487 51.23 ug/1 586167 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 92
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 91
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 90
Abundance Scan 2362 (15.487 min): VX032087.D\data.ms (-2356) (- m/z 57.10 100.00%
57.1
156.1
5000 85.0
‘ 115.1 is%d
o‘H"‘m‘ww!uww‘“u“‘ g m““” “‘!W“ ‘ U], 1833 2123 4310 se.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 UL
15.50
115.0 m/z 156.10  75.73%
51.0 ‘
27.0
0\\\\‘\\\\“\\“\\“‘M\‘\HU"\\‘\\‘\\\1’\“!‘\\“\\M‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
M
15.50
5000 m/z 71.10 67 .85%
77.0 115.0
510
b 20 L bt b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33130: Naphthalene, 2,7-dimethyl- Y
156.0 15.50
m/z 141.05 54.54%
5000
128.0
15.0 39.0 77.0
o A 020 ol A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101222\
Data File : VX032087.D

Acqg On : 12 Oct 2022 16:18
Operator : JC/MD

Sample : N5042-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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|
Ethanol 2.215 1497.3 ug/l 39603000 1 5.556 1322510 50.0
Benzene, 1l-ethy... 11.378 45.5 ug/l 520523 4 12.024 572082 50.0
Benzene, 1-prop... 12.243 40.8 ug/l 467033 4 12.024 572082 50.0
Benzene, 1,2,4,... 12.963  49.2 ug/l 562765 4 12.024 572082 50.0
Benzene, 1l-ethe... 13.170 67.1 ug/l 768163 4 12.024 572082 50.0
Benzene, 2-ethe... 13.292 205.3 ug/l 2349010 4 12.024 572082 50.0
Naphthalene, 1,... 13.420 139.2 ug/l 1592316 4 12.024 572082 50.0
Naphthalene, 1,... 13.853 53.8 wug/l 615452 4 12.024 572082 50.0
Bicyclo[4.2.0]o... 13.926 58.4 ug/l 667878 4 12.024 572082 50.0
Naphthalene, 1,... 14.231 159.5 wug/l 1825240 4 12.024 572082 50.0
Naphthalene, 1,... 14.481 101.9 wug/l 1165460 4 12.024 572082 50.0
Naphthalene, 1-... 14.639 73.3 ug/l 839194 4 12.024 572082 50.0
Benzene, 1,3,5-... 15.182 42.7 ug/l 488223 4 12.024 572082 50.0
Naphthalene, 2,... 15.487 51.2 ug/l 586167 4 12.024 572082 50.0

82X100622W.M Thu Oct 13 14:13:51 2022 Page: 17



