LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

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\82X090823W.M

Title : SW846 8260

Signal : TIC: VX@37630.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.385 692 705 716 rBV 77863 228023 3.67% 0.375%
2 5.550 716 732 739 rVWV 146404 497796 8.02% 0.819%
3 5.611 740 742 761 rVB2 47814 122851 1.98% 0.202%
4 5.824 765 777 789 rBV2 46097 137935  2.22% 0.227%
5 5.958 789 799 808 rBV 79111 212359  3.42% 0.349%
6 6.160 821 832 837 rBV3 26204 80145 1.29% 0.132%
7 6.245 837 846 857 rVW 149638 469996 7.57% 0.773%
8 6.763 921 931 940 rBV 212236 514877 8.29% 0.847%
9 7.367 1020 1030 1040 rVB4 48828 141985 2.29% 0.234%
106 7.562 1056 1062 1067 rBV 30084 63365 1.02% 0.104%
11 7.982 1122 1131 1143 rVB 135721 290967 4.69% 0.479%
12 8.104 1143 1151 1159 rBV 160922 335215 5.40% 0.551%
13 8.184 1159 1164 1170 rVB2 36454 64288 1.04% 0.106%
14 8.604 1226 1233 1236 rBV4 64977 136922 2.20% 0.225%
15 8.647 1236 1240 1250 rVB 451573 726383 11.70%  1.195%
16 9.104 1306 1315 1320 rBV 60922 113931 1.83% 0.187%
17 9.159 1320 1324 1329 rBV 56920 82186 1.32% ©.135%
18 9.506 1376 1381 1386 rBV4 38560 73480 1.18% 0.121%
19 10.055 1466 1471 1476 rVB 443074 578889 9.32% 0.952%
20 10.195 1490 1494 1499 rVB 147365 187882 3.03% 0.309%

21 10.964 1614 1620 1628 rBV 409294 512145 8.25%
22 11.079 1635 1639 1644 rBV 368129 453435 7.30%
23 11.305 1671 1676 1685 rVB 1313414 1638729 26.39%
24 11.396 1685 1691 1696 rVV 862909 1089791 17.55%
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B

25 11.451 1696 1700 1710 rVB 1154326 1370666 22.07% 254%
26 11.610 1721 1726 1735 rBV 734223 921578 14.84%  1.516%
27 11.713 1735 1743 1745 rBV2 55610 81226 1.31% ©0.134%

28 11.750 1745 1749 1755 rVB 5036118 6209741 100.00% 10.214%
29 11.866 1763 1768 1770 rBV 138730 185764 2.99% 0.306%
30 11.8%90@ 1770 1772 1777 rVVW 191907 200122 3.22%

[\
w
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O
R

31 11.969 1781 1785 1788 rVV 151438 173284  2.79%
32 12.018 1788 1793 1798 rVWVW2 477185 677794 10.92%
33 12.085 1799 1804 1812 rVB 1072242 1317024 21.21%
34 12.177 1816 1819 1823 rVB 67151 77804  1.25%
35 12.244 1824 18360 1837 rBV 2119552 3058429 49.25%
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36 12.317 1837 1842 1849 rVB2 1856653 2682680 43.20%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

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\82X090823W.M
Title : SW846 8260
37 12.402 1852 1856 1861 rVB 221861 274283 4.42% 0.451%
38 12.463 1861 1866 1872 rBV 618640 755800 12.17% 1.243%
39 12.530 1872 1877 1879 rBV 1730588 2067111 33.29% 3.400%
40 12.555 1879 1881 1886 rVB 1178021 1246894 20.08% 2.051%
41 12.616 1886 1891 1894 rBV 2881910 3629435 58.45% 5.970%
42 12.646 1894 1896 1900 rVB 536945 546338 8.80% 0.899%
43 12.701 1900 1905 1912 rBV2 1966231 2728207 43.93% 4.487%
44 12.847 1924 1929 1934 rVB 701339 860098 13.85% 1.415%
45 12.921 1934 1941 1944 rBV 2191679 2569479 41.38% 4.226%
46 12.963 1944 1948 1954 rVB 2581976 2984834 48.07% 4.909%
47 13.024 1954 1958 1960 rBV 176024 254125 4.09% 0.418%
48 13.042 1960 1961 1964 rVV2 182485 190456 3.07% 0.313%
49 13.067 1964 1965 1968 rvVv 98002 95041 1.53% 0.156%
50 13.116 1968 1973 1974 rVV2 88502 133087 2.14% 0.219%
51 13.134 1974 1976 1978 rVV 140155 180393 2.91% 0.297%
52 13.170 1978 1982 1986 rVV 1913555 2388449 38.46% 3.929%
53 13.207 1986 1988 1991 rVV2 107936 146034 2.35% 0.240%
54 13.256 1991 1996 1997 rVVv3 220938 309776  4.99% 0.510%
55 13.292 1997 2002 2008 rVV2 3550189 4843559 78.00% 7.967%
56 13.372 2012 2015 2020 rVW 173735 237733  3.83% 0.391%
57 13.420 2020 2023 2031 rVB 269383 340982 5.49% 0.561%
58 13.506 2031 2037 2039 rBV2 241757 323439 5.21% 0.532%
59 13.542 2039 2043 2046 rVvV 586051 824123 13.27% 1.356%
60 13.579 2046 2049 2056 rVV3 594517 1155738 18.61% 1.901%
61 13.664 2056 2063 2069 rVB2 541213 1137471 18.32% 1.871%
62 13.774 2078 2081 2091 rVB2 99631 180764 2.91% 0.297%
63 13.853 2091 2094 2099 rVB4 45807 68867 1.11% 0.113%
64 13.926 2099 2106 2110 rBV2 224737 340154 5.48% 0.559%
65 13.969 2110 2113 2117 rVB 200611 224094 3.61% 0.369%
66 14.073 2126 2130 2136 rBV 439183 527351 8.49% 0.867%
67 14.213 2148 2153 2159 rBV 361043 569490 9.17% 0.937%
68 14.317 2166 2170 2175 rBV 171933 235458 3.79% 0.387%
69 14.371 2175 2179 2184 rVB 251031 314100 5.06% 0.517%
70 14.481 2192 2197 2201 rBV2 50520 78621 1.27% 0.129%
71 14.634 2218 2222 2227 rVB 541880 643824 10.37% 1.059%
72 14.780 2240 2246 2256 rVB 1129958 1441350 23.21% 2.371%
73 15.475 2354 2360 2372 rVB 68742 112432 1.81% 0.185%
74 15.609 2374 2382 2386 rVV 76746 128358 2.07% 0.211%

Sum of corrected areas: 60797435
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.M
Quant Title : SW846 8260

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

Abundance TIC: VX037630.D\data.ms
5000000

4000000
3000000
2000000

1000000

5.385.8%1 15 819586 f58*

0H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HHW_FH‘HT

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: VX037630.D\data.ms
5000000

4000000
3000000

2000000

11 3? 451

1000000 1.396
8.647 10.055 10. 954)79

. 6783 73677562 198Pfes sl 94059  9.506 10.195
— T8z RIS R — A
Time-> 650 7.00 750 8.00 8.50 9.00 9.50 10.00 1050 11,00

Abundance TIC: VX037630.D\data.ms
50000001 11 ¥50

4000000
13.292

3000000

2000000

14.780

4,078 14.634
% g6y’ {7 4481 \ 15455609

T ‘ T T ‘ T ‘ T
Time--> 12.00 12.50 13.00 13 50 14 00 14 50 15.00 15.50 16.00 16.50

1000000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.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 Benzene, 1-propenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 225.62 ug/1 3058430 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 90
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 60
4 Indane 118 C9H1e 000496-11-7 55
5 Deltacyclene 118 C9H1e 007785-10-6 55
Abundance Scan 1830 (12.244 min): VX037630.D\data.ms (-1824) (- | m/z 117.10 100.00%
117.1
5000
91.0 134.1
39.0 63.0 ‘ ‘ 12.00 12.50
o‘wmwwwwH;‘m‘k,:‘;“‘,‘m‘l‘_m‘fm:‘m‘l‘gwmw m/z 119.10  57.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10193: Benzene, 1-propenyl-
11v.0
5000 rk T T T /\‘A T T ]‘\
12.00 12.50
91.0 m/z 105.85  55.72%
51.0 ‘
O\\‘H\\‘%Z\‘?H\“H\\M{\\‘1"}‘\‘\\Tﬁ‘ig\‘\H\‘“\HH‘\H‘HE“HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-
117.0
A
12.00 12.50
m/z 118.10  55.08%
5000 910 /
39.0 65.0
0"‘H"‘H‘W‘m“u"‘}‘m1,1‘1“‘,‘1“M‘m‘wuw‘mwl“mwm‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AJ&
Abundance #10195: Benzene, cyclopropyl- A — 7
117.0 12.00 12.50
m/z 115.1@  35.78%
5000
91.0
51.0 ‘ ‘
0\wu\wgpe\quqhwhﬂhrﬁﬁwuﬂluwm\wu\%\HMH\MH
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\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.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 o-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.317 197.90 ug/1 2682680 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
3 p-Cymene 134 C10H14 000099-87-6 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
Abundance Scan 1842 (12.317 min): VX037630.D\data.ms (-1837) (- m/z 119.10 100.00%
119.1
5000 134.1 /\J\ M
91.0 padUla JUL A
39.1 65.0 | U 12.00 12.50
0 b et b W m/z 105.10  44.09%
miz-> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000
134.0 12.00 12.50 .
91.0 m/z 134.05  38.72%
41.0 65.0
0 \1\5\0‘ T \“‘\ = \”“\‘\ T \‘”‘ T ‘W\ \‘\w - T
miz-> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
— DA,
12.00 12.50
5000 m/z 91.05 23.40%
91.0 134.0
39.0 65.0 ‘
X P T N N N N
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0 12.00 12.50
m/z 76.95 11.63%
5000
91.0 134.0
41.0 65.0
ol 20 T R0 L L
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 3 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.530 152.49 ug/1 2067110  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1877 (12.530 min): VX037630.D\data.ms (-1872) (- m/z 119.05 100.00%
1

119
5000
91.0

39.0 650 | || 1351 12.50
0 el WL R m/z 134,00 31.82%
miz--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0

5000 T T T T

m/z 91.05 17.39%

91.0
15.0 3?'0 65.0 | 135.0
0 \‘\\\‘\‘\‘\\\"‘\\“w\‘H‘\\\‘H‘\\\\‘u‘\\w‘l\\\”\‘\
miz--> O 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0

12.50
5000 m/z 105.05 13.78%
91.0
150 S?P 6?0 TR PO s
0 e e e
m/z--> 0 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0 12.50

m/z 120.10  10.32%

5000

91.0

410 65.0
ol 280 e e el TR

m/z--> 0 20 40 60 80 100 120 140 12.50

3
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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, 1l-ethyl-2,4-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.616 267.74 ug/1 3629440 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 1891 (12.616 min): VX037630.D\data.ms (-1886) (- m/z 119.10 100.00%

119.1
5000
134.1
91.0

201 651 ol 12.50 13.00
O b e el m/z 134,05 30.64%
miz--> 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
110.0
5000

134.0 12.50 13.00
m/z 91.05 16.24%

91.0
0 \1\5\.9 T \3\9“‘0\ e ‘6?\0\ \‘”‘ T ‘\ T 1 ‘\“l ——h T
miz-> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0

12.50 13.00
5000 m/z 120.10 10.31%
91.0 134.0
39.0 65.0 ‘ ‘
0 15? SRR VY DY ;‘”‘ et Ml‘u “M e
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-

119.0 12.50 13.00

m/z 105.10 9.28%

5000
91.0 134.0
39.0 65.0 ‘
0 15.0 I A h\ Ay M‘ I .
L I B e T AR

m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.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 1Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.701 201.26 ug/l 2728210 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 87
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87
Abundance Scan 1905 (12.701 min): VX037630.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000
91.0
12.50 13.00
39.1 65.0 1 L.o
o) S N A S 1 el TEE1490 7 115,05 31.38%
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
11v.0
5000
12.50 13.00
200 oo 910 m/z 132.05  28.43%
O T \’\‘\ T \".\ \“\‘\"‘H.\ T \" T \“\ T ’ T \‘H’ \]-}ﬁ\s\.?\ LI
miz-> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
—— =
12.50 13.00
5000 m/z 91.05 14.70%
91.0
39.0 65.0 133.0
2 O P NN AP |
m/iz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 12.50 13.00
m/z 118.10 10.01%
5000
91.0
270 | %10 (740 || 130
ot e e e
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.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, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.921 189.55 ug/1 2569480 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 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91
Abundance Scan 1941 (12.921 min): VX037630.D\data.ms (-1934) (- m/z 119.10 100.00%
119.1
5000 f A
91.1
390 650 ‘ | 1351 13.00
o) S VR B PSR PRSESS VI 1 m/z 134.05  47.25%
miz-> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
m/z 91.10 16.09%
39.0 65.0 910 135.0
O \1\5\()’\\\\“‘\ \‘\ T “1"\ T \“’ T \‘\ T “\‘\ \‘\‘l T \‘\.‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
— =
13.00
5000 m/z 120.05 10.28%
0 91.0 135.0
ordso B0 R0 LY
miz--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00
m/z 133.05 9.37%
5000
39.0 65.0 91.0 135.0
E— ‘Mu il I vl
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\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.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, 1,2,3,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.963 220.19 ug/l 2984830 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1948 (12.963 min): VX037630.D\data.ms (-1944) (- m/z 119.10 100.00%
119.1

=

5000 134.1
91.1
39.0 65.0 | | 13.00
OF et by e A m/z 134,05 44.68%
m/z--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000
13.00
390 m/z 91.10 15.60%
. 65.0 91.0
0 \\\‘\‘\ T \“‘\ \“H\ “1“\ T \‘H’ T \‘\ T "i‘\ \‘U,‘ T \“\ T
m/z--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
—
13.00
5000 134.0 m/z 120.10  10.21%
91.0
150 B0 880 L
Ot e R
m/iz--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 133.05 8.77%
134.0
5000
91.0
39.0 65.0
0 \1\5\'0‘\‘\ ; \“‘\ e \“‘, e \‘1“,‘ — \“\ e P
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.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-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.171 176.19 ug/1 2388450 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 87
Abundance Scan 1982 (13.170 min): VX037630.D\data.ms (-1978) (- m/z 117.10 100.00%
117.1
5000 132.1
91.1
300 650 | ‘H ‘ 13.00 1350
ol T e kel e m/z 132.05  38.95%
miz--> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 —— INBYIVS
1320 13.00 13.50
m/z 115.10 25.78%
390  g59 910 ‘ ‘
O\\\\‘\“\\\“"\\“‘\‘\“‘U\\”\“‘\\‘\\‘”\‘\\U‘\‘“\‘\’\
miz-> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 132.0 m/z 131.05 19.91%
390  gs0 910 ‘ ‘
b 240 L e
m/iz--> 20 40 60 80 100 120 140
Abundance #16103: Indan, 1-methyl-
117.0 13.00 13.50
m/z 91.10 12.47%
5000
132.0
150 39.0 63.0 91.0 ‘
) R Y P A RY R Y B RRVAN ASA
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX@37630.D

Acqg On : 09 Sep 2023 16:13

Operator JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: 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 9 3-Phenylbut-1-ene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.292 357.30 ug/l 4843560 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 81
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
3 Indan, 1-methyl- 132 C10H12 000767-58-8 76
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 74

Abundance Scan 2002 (13.292 min): VX037630.D\data.ms (-1997) (- m/z 117.10 100.00%
117.1
5000
134.1
39.0 65.0 ‘H % 1622 13.00 13.50
o_Hm_m_“m_”‘_Hgulm,ww_m m/z 132.85 36.22%
miz--> 20 40 60 100 120 140 160
Abundance #16152:1H4ndene,Z3{Mhydm»44nemyh
11v.0
5000 P—— A i
13.00 13.50
m/z 119.10  29.02%
39.0 650
‘ ‘ ’ ‘ 133.0
O‘\“\\\“‘\\‘U\“‘IH\\\‘\\\\‘\\\H‘\‘H‘\’\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
13.00 13.50
5000 m/z 115.05 27.67%
91.0
39.0
M0 0 |
O ! S i
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0 13.00 13.50
m/z 131.05 18.51%
5000
91.0
}0 .50 | 180
O A o AN o e
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

82X090823W.M Mon Sep 1

1 18:50:56 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.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 10 Naphthalene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.780 106.33 ug/l 1441350 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2246 (14.780 min): VX037630.D\data.ms (-2240) (- m/z 142.05 100.00%
1

142
5000
1151
T 7

14.50 15.00
63.0 89.0
O 20 b 15820 7 141 05 88.36%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22150: Naphthalene, 2-methyl-
142.0

5000 T Jk —
115.0 14.50 15.00

m/z 115.05 35.04%

s10_ 710 680 |
O‘\\\\‘\\‘\\“‘\\‘\”\‘\‘\\\‘\\\‘}‘\‘\\\i\\\\‘\\
miz—> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0
‘/\/\w T I

14.50 15.00

m/z 143.05 11.46%
5000 115.0
390 030 890 I
o] NSt T VT VRS ISR ERBNNERS | SN
m/z--> 20 40 60 80 100 120 140 160
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —— ——
141.0 14.50 15.00

m/z 139.05 11.16%

5000 115.0
39.0 G?T-O 89.0 Il ]\
| 1l [T o L |
——

o

T
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090923\
Data File : VX037630.D

Acqg On : 09 Sep 2023 16:13
Operator : JC/MD

Sample : 04296-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090823W.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, 1-prop... 12.244 225.6 ug/l 3058430 4 12.024 677794 50.0
o-Cymene 12.317 197.9 ug/l 2682680 4 12.024 677794 50.0
Benzene, 2-ethy... 12.530 152.5 ug/l 20671106 4 12.024 677794 50.0
Benzene, 1l-ethy... 12.616 267.7 ug/l 3629440 4 12.024 677794 50.0
Indan, 1-methyl- 12.701 201.3 ug/l 2728210 4 12.024 677794 50.0
Benzene, 1,2,4,... 12.921 189.6 ug/l 2569480 4 12.024 677794 50.0
Benzene, 1,2,3,... 12.963 220.2 ug/l 2984830 4 12.024 677794 50.0
1H-Indene, 2,3-... 13.171 176.2 ug/l 2388450 4 12.024 677794 50.0
3-Phenylbut-1-ene 13.292 357.3 ug/l 4843560 4 12.024 677794 50.0
Naphthalene, 2-... 14.780 106.3 ug/l 1441350 4 12.024 677794 50.0
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