LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X022322W.M

Title : SW846 8260

Signal : TIC: VX@27235.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.252 22 27 39 rBV 21474 38322 8.41% 0.933%
2 3.117 325 333 345 rVB2 7187 16992 3.73% 0.414%
3 5.391 695 706 719 rBV 52844 151922 33.34%  3.698%
4 5.556 723 733 757 rVB 90502 267777 58.76% 6.517%
5 5.958 789 799 810 rBV 54995 147565 32.38%  3.592%
6 6.367 858 866 873 rBv4 2748 7390 1.62% 0.180%
7 6.763 919 931 940 rBV 141703 333807 73.25%  8.125%
8 6.842 940 944 954 rVB4 5601 14588 3.20% ©.355%
9 7.367 1020 1030 1038 rBVS5 4402 11860 2.60% 0.289%
10 8.001 1123 1134 1140 rVB3 1973 5391 1.18% 0.131%
11  8.104 1144 1151 1156 rBV2 4528 9520 2.09% 0.232%
12 8.202 1162 1167 1177 rVB5 3800 8192 1.80% 0.199%
13 8.305 1177 1184 1190 rBV2 4116 7406 1.63% 0.180%
14  8.653 1234 1241 1250 rVB 285659 455725 100.00% 11.092%
15 8.927 1279 1286 1291 rBV2 8324 13644 2.99% 0.332%
16 9.165 1319 1325 1334 rVB2 25620 39660 8.70%  0.965%
17 9.330 1347 1352 1358 rBV2 3154 4630 1.02% 0.113%
18 9.427 1363 1368 1371 rBV 6510 9706  2.13% 0.236%
19 9.464 1371 1374 1377 rVWV 5536 8335 1.83% 0.203%
20 9.500 1377 1380 1387 rVB5 5953 8582 1.88% 0.209%
21  9.604 1393 1397 1402 rVB 6598 9262 2.03% 0.225%
22 9.762 1418 1423 1430 rVB3 4911 8064 1.77% 0.196%
23 10.055 1465 1471 1476 rBV 315439 401858 88.18% 9.781%
24 10.159 1485 1488 1492 rVB2 5222 6514 1.43% 0.159%
25 10.963 1616 1620 1624 rBV 3690 4976 1.09% 0.121%
26 11.079 1634 1639 1653 rVB 233719 308761 67.75% 7.515%
27 11.305 1672 1676 1684 rBV 13495 16804 3.69% 0.409%
28 11.866 1763 1768 1770 rBV 12488 15780 3.46% 0.384%
29 11.8%90 1770 1772 1777 rVB 14223 15586 3.42% 0.379%
30 12.024 1788 1794 1802 rBV 314937 385306 84.55% 9.378%
31 12.250 1825 1831 1837 rBV 124744 160155 35.14%  3.898%
32 12.317 1837 1842 1852 rVB2 39460 69908 15.34% 1.702%
33 12.408 1852 1857 1861 rVB 17717 22274 4.89% 0.542%
34 12.463 1861 1866 1871 rBV 24886 29116 6.39% 0.709%
35 12.530 1873 1877 1885 rBV 6881 8353 1.83% 0.203%
36 12.616 1886 1891 1893 rBV 31441 38012 8.34% 0.925%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X022322W.M
Title : SW846 8260
37 12.646 1893 1896 1900 rVB 35772 41834 9.18% 1.018%
38 12.701 1900 1905 1912 rBV 91130 116780 25.63% 2.842%
39 12.841 1923 1928 1935 rVB2 9563 13369 2.93% 0.325%
40 12.920 1935 1941 1945 rBV 146105 178863 39.25% 4.353%
41 12.963 1945 1948 1954 rVB 27744 33746 7.40% 0.821%
42 13.030 1954 1959 1964 rVB3 17461 26691 5.86% 0.650%
43 13.140 1964 1977 1980 rBV3 17101 29703 6.52% 0.723%
44 13.170 1980 1982 1984 rVwV 7496 7547 1.66% 0.184%
45 13.195 1984 1986 1992 rVB 8042 9497 2.08% 0.231%
46 13.256 1992 1996 1998 rBV2 8267 10807 2.37% 0.263%
47 13.292 1998 2002 2007 rVB2 32238 44229 9.71% 1.076%
48 13.372 2012 2015 2021 rWw 15594 20900 4.59% 0.509%
49 13.426 2021 2024 2029 rVB 4430 5478 1.20% 0.133%
50 13.506 2032 2037 2039 rBV3 4627 6477 1.42% ©.158%
51 13.548 2039 2044 2046 rVV 52600 71958 15.79% 1.751%
52 13.585 2046 2050 2054 rVv3 52292 85044 18.66% 2.070%
53 13.640 2054 2059 2060 rVWW2 32675 44533 9.77% 1.084%
54 13.664 2060 2063 2071 rVB2 63229 97726 21.44%  2.379%
55 13.798 2080 2085 2091 rVB4 3162 5557 1.22% ©.135%
56 13.853 2091 2094 2099 rVB 5547 7290 1.60% 0.177%
57 13.926 2099 2106 2110 rBV2 18394 26088 5.72% ©.635%
58 13.969 2110 2113 2117 rVB2 9724 11752 2.58% 0.286%
59 14.079 2126 2131 2136 rBV 41555 52378 11.49% 1.275%
60 14.213 2148 2153 2159 rBV 26780 39994 8.78% 0.973%
61 14.323 2167 2171 2176 rBV 12297 16014 3.51% ©.390%
62 14.371 2176 2179 2184 rVB 23605 27887 6.12% 0.679%
63 14.481 2192 2197 2202 rBvV2 4942 7413 1.63% 0.180%
64 14.780 2240 2246 2251 rBV2 4778 7305 1.60% 0.178%
Sum of corrected areas: 4108603
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.M
Quant Title : SW846 8260

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

Abundance TIC: VX027235.D\data.ms
300000

250000
200000
150000

100000 5.556

5.391 5.958
50000

1.252
3.117

0%‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX027235.D\data.ms

300000 8.653

10.p55

250000 11.079
200000
150000 6.763

100000

50000

9.165
367 61842 7.367 8, o&ﬂmazos 8. 9ZWJ\ 9. Wog 762 10159 R 96 11ﬁ05

—T
Time--> 6.50 7.00 7.50 8 00 8.50 9. 00 9.50 10.00 10.50 11 00
Abundance TIC: VX027235.D\data.ms

300000 12.p24

250000
200000

150000 12.920
12.250

100000 12.701

50000 317 13.292 14 017492% ZZ(
sy | %;%?Ez i
ok | fﬁ 481 14 780

Time--> 12.00 12 50 13 00 13. 50 14 00 14 50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 Sulfur dioxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.252 7.16 ug/1 38322  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 27 (1.252 min): VX027235.D\data.ms (-22) (-) m/z 64.00 100.00%

64.0
5000 L
eI
1.20 140 1.60
O v b m/z 48.00 54.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L B B B B B
1.20 140 1.60
m/z 66.00 5.62%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
L \A\ ‘ T T T L
1.20 140 1.60
5000 m/z 50.10 2.60%
17.0
ool B8 | eeo
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- A ma o
64.0 1.20 140 1.60
m/z 65.10 0.98%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
R B L R R e A man e
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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, 1,2-diethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.250 20.78 ug/l 160155 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 91
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 81
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 81
4 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 72
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 68
Abundance Scan 1831 (12.250 min): VX027235.D\data.ms (-1825) (- m/z 105.10 100.00%
106.1
5000 134.1 A
o /\1200 /‘iz‘so‘
9.1 . .
57.4
0 H,w_mW“umNm‘;h‘u_H‘U_waw‘k“w‘lMwww m/z 119.10  97.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 T ﬂj\ \/\‘
12.00 12.50
77.0 m/z 134.05  45.94%
O \\’J-HSHO‘\H‘\“\\\\“‘\H\“EZ\SH\‘\H‘H‘HH“U\H‘\‘\!\‘H‘\‘\‘HH‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
110.0 j\
n b
12.00 12.50
5000 134.0 m/z 117.10 41.49%
91.0
41.0 65.0
N v N O O O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17028: Benzene, 1,3-diethyl- =
119.0 12.00 12 50
m/z 91.10 30.50%
5000 134.0
91.0
39.0 65.0
obaso 80 0y Lo Lo A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 1Indan, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.701  15.15 ug/1 116780 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
Abundance Scan 1905 (12.701 min): VX027235.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000
132.1 J\ LA
A o
91.0
391 650 | “ 12.50 13.00
O bbbt m/z 115.85 0 31.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 AA 750 &oo”“
132.0 : -
91.0 m/z 132.05 27.44%
39.0 65.0 ' ‘
O H‘H\\‘H\‘\‘HH“H\\i‘\‘\\}‘\‘H\\‘\H‘\‘\H\“\H\‘HH‘HH‘\H}“‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0
— popa
12.50 13.00
5000 1320 m/z 91.05 12.90%
91.0
39.0 650 | \
Otrrprrrrprrtr et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16139: Benzene, (2-methyl-2-propenyl)- AA‘ ; RAVEL? 7AM
117.0 12.50 13.00
m/z 118.10 9.40%
132.0
5000
91.0
39.0 65-0 ’/\A
0\\ﬂ‘\?\'\o‘u\‘\‘\\\1“‘\\\\”1‘\\\‘1”‘\\‘\Hw‘\H\“1H\‘1‘1‘\\‘\\‘1!‘\\\“‘\‘\\\‘H 1 ‘A"‘ :
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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, 1,2,4,5-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.920  23.21 ug/1l 178863 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 1941 (12.920 min): VX027235.D\data.ms (-1935) (-  m/z 119.10 100.00%
119.1
5000 134.1
91.1
391 651 13.00
Ottt e myz 134,05 46.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 A - -
91.0 m/z 91.10 16.11%
O \\’:L\?H()‘\H‘\‘\\\\“‘\H\“\‘\\1‘6\?\\0‘\\\‘\‘\H\“HH‘\‘\‘H‘H‘\‘\l\\\\‘\‘\‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- Jwﬂk
119.0 W
13 00
5000 134.0 m/z 120.10  9.31%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- : : ‘/\ : M/\r/\
119.0 13.00
m/z 133.05 9.16%
134.0
5000
91.0
41.0
0‘W‘HwH&‘HHﬂH‘wuﬁ%R‘HMV‘HAHWHNWHMlHH_M‘_H ¢AM~“ ‘ A ﬂNA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

82X022322W.M Tue Mar 01 12:46:18 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.292 5.74 ug/1 44229 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 92
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 64
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 60
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 58
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 58

Abundance Scan 2002 (13.292 min): VX027235.D\data.ms (-1998) (- m/z 117.10 100.00%
11y.1

MM
132.1
910 R B
51.0 740 ‘ 13.00 13.50
oH‘HwH_m_m;‘mWMMwWHH,HH_m_‘1“;”“!“‘”‘”,” m/z 119.05  39.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 132.0
13.00 13.50
910 m/z 132.05  32.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
An /\f\j\ apST
132.0 13.00 13. 50
5000 ITI/Z 115.05 64%
910
39.0 65.0 ‘ ‘
0‘wHH\HHw*JMHW“Hw”MWHMW‘HNH*MHWH!MH”U“HM‘ /Ahw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J\M
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- A A
117.0 13 00 13 50
m/z 134.05 20.86%
5000 132.0
51.0 910
0‘w”‘WEZR‘“MHWM”w””Tﬁpw”‘»”w““w”ww””w‘”w‘ T A T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.548 9.34 ug/l 71958 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 91

Abundance Scan 2044 (13.548 min): VX027235.D\data.ms (-2039) (- m/z 131.05 100.00%

131.1
5000
146.1 AA N N
115.0 T T T ‘ T T ‘
91.0 13.50
510 709 | | | |
bt e b m/z 146.05  28.04%
miz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
146.0
5000 M A ‘/\M
13.50
o 91.0 115.0 m/z 115.00 17.47%
O T ‘ L ‘ L ‘\.‘ T ‘ w T ?6\‘7‘(‘) T \“} T ‘ ‘U T !‘ ‘ T ‘U‘! T ‘ \H\ T
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 J\A\ M
T T ‘ T \/\\ ‘
13.50
5000 ITI/Z 129.00 13.21%
146.0
390 g4 910 1150 ‘
0\%49\\Mw\WM HUH\J‘\\L\‘N\\H‘\MJ\‘wh\
miz--> 20 40 60 80 100 120 140 n N
Abundance #25013: Benzene, (2-methyl-1-butenyl)- L AAM“ PR
131.0 13.50
m/z 91.00 12.49%
146.0
5000 91.0
115.0
L i )
oS N N MR R TR T | LULES Al
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 7 Benzene, (1-methyl-1-butenyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.585 11.04 ug/l 85044  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 52
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 50
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 46
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 46
5 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 45

Abundance Scan 2050 (13.585 min): VX027235.D\data.ms (-2046) (- m/z 133.05 100.00%
133.1
5000
91.0 . ‘%3‘50‘ /\7
510 7o ‘ :
0 ‘_H‘,H‘mew‘m%mm‘ww‘”l“iul“ 1000 /7 131,05  55.08%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #25012: Benzene, (1-methyl-1-butenyl)-
131.0
5000 91.0 /\A VI N
13.50
390 650 m/z 148.15  30.36%
0 \‘HH,\‘\‘H‘i‘\\h\“h“\ ‘U‘h“ \‘M\‘dﬂl\o\. \‘\‘\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl-
138.0 A
M WL N UL A A
13.50
5000 m/z 146.20 22.36%
91.0
115.0
39.0 65.0
L T P ‘ I S
miz--> 0O 20 40 60 80 100 120 140 160 /\ M
Abundance #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)- A A — iy ‘
133.0 13.50
m/z 115.10 21.25%
5000
150 390 450 90 4159 ‘ j\M M
Y R S Pt PR R o R VAV WA WY.L
m/z--> 0 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 8 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.640 5.78 ug/1 44533  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 90
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87

Abundance Scan 2059 (13.640 min): VX027235.D\data.ms (-2054) (-  m/z 131.00 100.00%
.0

131
5000
\J\ VIWarAl birw
115.0
301 646 91‘-0 M | 14 13.50 14.00
ot e e el il m/z 146.05  23.89%
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 \/\ \/\\ I T T /\M T
13.50 14.00
1150 m/z 115.00 14.47%
39.0 64.0 g:ﬁo ‘ ‘ 11)‘70
O\\\\‘\‘\ T \“‘\ \“f‘\ ‘W\‘\ \“ T “\‘\ T 1 T \‘U‘\ ™ T
miz--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 Jmk
13.50 14.00
5000 ITI/Z 91.05 12.82%
91.0
115.0
39.0 64.0 ‘ ‘ ‘ 1410
ob e e WS L bl O
m/z--> 20 40 60 80 100 120 140 J\A
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- - e
131.0 13.50 14.00
m/z 132.00 11.00%
5000
270 810 910 1150 J\
L O P e R PO Y e A VL ol
m/z--> 20 40 60 80 100 120 140 13.50 14.00

82X022322W.M Tue Mar 01 12:46:30 2022

Page:

11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX@27235.D

Acqg On : 28 Feb 2022 21:07

Operator JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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 9 Benzene, (2-methyl-1-butenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.664 12.68 ug/l 97726  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 90
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87

Abundance Scan 2063 (13.664 min): VX027235.D\data.ms (-2060) (-  m/z 131.05 100.00%
131.1

5000
Agn JU Mo 1)
g1 648 91"0 y 1350  14.00
O e ko132 Ly 16200 146 05 29.22%
miz--> 20 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 /\ \/\\ T T T /\\ T
13.50 14.00
m/z 115.10 19.78%
39.0 g4 910
Ot T \‘\ T \‘|‘\ \“1‘\ “1‘.\‘\ \“ T \‘\ T “\'1\1\31.0‘\‘“‘! T ‘li \9\.(\)‘ T
miz--> 20 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0 M
W LI
13.50 14.00
5000 91.0 m/z 91.85 15.54%
65.0
I o T N o || i —
miz--> 20 40 60 80 100 120 140 160 j\A
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- e e
131.0 13.50 14.00
m/z 129.05 11.30%
5000
91.0
39.0 3.0 ‘
15. :
ol 0 L L b gl L AN ]
m/z--> 20 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX@27235.D

Acqg On : 28 Feb 2022 21:07

Operator JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier:

1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.M

. SW846 8260

: C:\Database\NIST20.L
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 10 1H-Indene, 2,3-dihydro-4,7-...

R.T. EstConc Area
14.079 6.80 ug/l 52378
Hit# of 5 Tentative ID

Concentration Rank 8

Relative to ISTD R.T.

1,4-Dichlorobenzene-d4

12.024

1 1H-Indene, 2,3-

2 1H-Indene,
3 1H-Indene,
4 1H-Indene,

2,3-dihydro-1,2-dimet..

dihydro-4,7-dimet...
2,3-dihydro-5,6-dimet. .
2,3-dihydro-4,6-dimet...

146

5 Benzene, (1,2-dimethyl-1- propenyl)- 146

C11H14
C1l1H14
C11H14
C11H14
C11H14

Abundance Scan 2131 (14.079 min): VX027235.D\data.ms (-2126) (-
131.1

006682-71-9 96
001075-22-5 96
001685-82-1 94
017057-82-8 94
000769-57-3 91

m/z 131.05 100.00%

5000 ﬁ
115.1
91.1
39.0  64.2 | Ll 472 14.00 i
Ol v e b b by bl m/z 146.05  34.30%
miz--> 20 40 60 80 100 120 140
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
o Jk A
5000 T T f T T T T I
14.00
m/z 115.10 15.52%
390 650 910 11f0 | 1470
0\\\\‘\‘\ T \“‘\ \‘\‘\ ‘H‘ “ \" T \‘\ T ‘ \ T ‘\h‘ \‘U‘\ T ’ \‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0 M
L L
14.00
5000 ITI/Z 128.05 15.12%
39.0 91.0 115.0
63.0 .
P T R R T v
m/z--> 20 40 60 80 100 120 140 /\ M
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- LA ‘ /\‘“
131.0 1400
m/z 129.05 14.58%
5000
39.0 91.0 115.0
63.0
H»ww Iy NIELIA Y
m/z--> 20 40 60 80 100 120 140 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX022822\
Data File : VX027235.D

Acqg On : 28 Feb 2022 21:07
Operator : JC/MD

Sample : N1688-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X022322W.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|
Sulfur dioxide 1.252 7.2 ug/l 38322 1 5.556 267777 50.0
Benzene, 1,2-di... 12.250 20.8 ug/l 160155 4 12.024 385306 50.0
Indan, 1-methyl- 12.701 15.2 wug/l 116780 4 12.024 385306 50.0
Benzene, 1,2,4,... 12.920  23.2 ug/l 178863 4 12.024 385306 50.0
1-Phenyl-1-butene 13.292 5.7 ug/l 44229 4 12.024 385306 50.0
2,2-Dimethylind... 13.548 9.3 ug/l 71958 4 12.024 385306 50.0
Benzene, (1-met... 13.585 11.0 ug/1 85044 4 12.024 385306 50.0
1H-Indene, 2,3-... 13.640 5.8 ug/l 44533 4 12.024 385306 50.0
Benzene, (2-met... 13.664 12.7 ug/l 97726 4 12.024 385306 50.0

8 4 0

1H-Indene, 2,3-... 14.079 6. ug/1 52378 12.024 385306 50.

82X022322W.M Tue Mar 01 12:46:32 2022 Page: 14



