LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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\82X031621W.M

Title : SW846 8260

Signal : TIC: VX@21265.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.417 221 226 239 rVB 11506 19851 2.33% 0.217%
2 2.576 243 253 264 rVB2 4017 10746 1.26% 0.118%
3 5.458 732 743 757 rBV2 51759 151303 17.78% 1.656%
4 5.623 760 771 782 rW 95106 260031 30.56% 2.847%
5 6.029 828 840 852 rBV 62334 163390 19.20% 1.789%
6 6.829 964 976 987 rBvV 137192 329241 38.69% 3.605%
7 8.641 1276 1284 1287 rBV5S 4904 10475 1.23% 0.115%
8 8.694 1287 1293 1301 rVB 284954 443621 52.13% 4.857%
9 9.018 1343 1348 1354 rBV3 7015 11635 1.37% 0.127%
10 9.547 1431 1438 1443 rBv4 12236 23041 2.71% 0.252%
11 9.606 1443 1448 1452 rVB 17711 24408 2.87% 0.267%
12 9.659 1452 1457 1461 rBV 12918 19273 2.26% 0.211%
13 9.877 1485 1494 1498 rBv2 12894 22462 2.64% 0.246%
14 10.094 1525 1531 1540 rBV 273698 384357 45.16% 4.208%
15 10.165 1540 1543 1548 rVV 9004 13578 1.60% 0.149%
16 10.224 1548 1553 1558 rVv3 12869 23747 2.79% 0.260%
17 10.277 1558 1562 1565 rVv3 8511 12734 1.50% 0.139%
18 10.318 1565 1569 1571 rVV2 20633 31081 3.65% 0.340%
19 10.359 1572 1576 1579 rVvv2 24827 39703 4.67% 0.435%
20 10.394 1579 1582 1593 rVB3 11703 23054 2.71% 0.252%
21 10.494 1593 1599 1605 rBV 12847 17758 2.09% 0.194%
22 10.624 1614 1621 1629 rBV4 36779 90414 10.62% 0.990%
23 10.688 1629 1632 1640 rVB4 10259 20207 2.37% 0.221%
24 10.794 1645 1650 1651 rBV3 13570 18001 2.12% 0.197%
25 10.818 1651 1654 1659 rVB 39233 50181 5.90% 0.549%
26 10.894 1659 1667 1672 rBv4 49338 86108 10.12% 0.943%
27 11.000 1679 1685 1689 rBV 41913 57080 6.71% 0.625%
28 11.118 1700 1705 1710 rBV 224555 283232 33.28% 3.101%
29 11.165 1710 1713 1717 rVB 23774 29341 3.45% 0.321%
30 11.259 1720 1729 1738 rVV4 38241 69709 8.19% 0.763%
31 11.341 1738 1743 1747 rW 85225 105862 12.44%  1.159%
32 11.424 1751 1757 1761 rW5 26238 61392 7.21% 0.672%
33 11.471 1761 1765 1770 rVV3 25718 52656 6.19% 0.576%
34 11.512 1770 1772 1777 rVW4 18091 27610 3.24% 0.302%
35 11.565 1777 1781 1786 rVB4 10024 16073 1.89% 0.176%
36 11.653 1791 1796 1804 rBV5 36198 71754 8.43% 0.786%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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\82X031621W.M
Title : SW846 8260
37 11.718 1804 1807 1810 rBV5 8384 11298 1.33% 0.124%
38 11.753 1810 1813 1816 rvVv 23324 25921 3.05% 0.284%
39 11.789 1816 1819 1829 rVB 46155 87224 10.25% 0.955%
40 11.900 1829 1838 1840 rBV2 47908 85466 10.04% 0.936%
41 11.930 1840 1843 1847 rVB 75954 92548 10.87% 1.013%
42 11.983 1847 1852 1855 rBv2 21539 28970 3.40% 0.317%
43 12.006 1855 1856 1860 rVB4 11842 11615 1.36% 0.127%
44 12.059 1860 1865 1871 rBV 264498 338499 39.78% 3.706%
45 12.124 1872 1876 1880 rVB 13875 17749 2.09% 0.194%
46 12.218 1887 1892 1898 rVB 46324 69805 8.20% 0.764%
47 12.283 1898 1903 1910 rBV 239719 301203 35.39%  3.298%
48 12.353 1910 1915 1922 rVB3 105632 198715 23.35% 2.176%
49 12.442 1922 1930 1936 rBV 96128 137149 16.12% 1.502%
50 12.500 1937 1940 1946 rVB5 15053 30120 3.54% 0.330%
51 12.595 1946 1956 1958 rBV6 16657 40824 4.80% 0.447%
52 12.653 1961 1966 1969 rvV 349181 430177 50.55% 4.710%
53 12.683 1969 1971 1976 rVV2 73176 106181 12.48% 1.162%
54 12.742 1976 1981 1988 rVvv4 194256 370744 43.56% 4.059%
55 12.801 1988 1991 1996 rVvB2 17077 27364  3.22% 0.300%
56 12.877 2001 2004 2009 rVB 70229 91943 10.80% 1.007%
57 12.959 2009 2018 2023 rBV 276039 377788 44.39%  4.136%
58 13.006 2023 2026 2032 rVB3 18218 29250 3.44% 0.320%
59 13.065 2032 2036 2042 rVB2 50666 78403 9.21% 0.858%
60 13.136 2043 2048 2051 rBV 44145 60250 7.08% 0.660%
61 13.177 2051 2055 2058 rBV2 60688 70111 8.24% 0.768%
62 13.206 2058 2060 2063 rVB 35131 32043 3.77% 0.351%
63 13.324 2076 2080 2087 rVB2 614180 851022 100.00% 9.317%
64 13.383 2087 2090 2092 rVV2 16626 19758 2.32% 0.216%
65 13.406 2092 2094 2098 rVV 33305 39625 4.66% 0.434%
66 13.459 2100 2103 2113 rVB2 26150 44673 5.25% 0.489%
67 13.548 2113 2118 2121 rBV2 25397 39161 4.60% 0.429%
68 13.583 2121 2124 2127 rVWV 45731 56533 6.64% 0.619%
69 13.624 2127 2131 2135 rVV2 91661 129395 15.20% 1.417%
70 13.683 2135 2141 2142 rVV3 45064 77328 9.09% 0.847%
71 13.707 2142 2145 2154 rVB2 82524 139091 16.34% 1.523%
72 13.789 2154 2159 2162 rBV 20615 29364 3.45% 0.321%
73 13.836 2162 2167 2171 rVB2 34801 53802 6.32% 0.589%
74 13.895 2172 2177 2181 rVB2 32133 45191 5.31% ©.495%
75 13.965 2181 2189 2193 rBV2 54676 84283 9.90% 0.923%
76 14.012 2193 2197 2200 rBV 26099 31377 3.69% 0.344%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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\82X031621W.M
Title : SW846 8260
77 14.112 2209 2214 2218 rBV 42946 59340 6.97% ©0.650%
78 14.254 2233 2238 2244 rBV2 56684 99329 11.67% 1.087%
79 14.360 2252 2256 2261 rBV 30856 37403 4.40% 0.409%
80 14.412 2261 2265 2270 rVB 45514 56100 6.59% 0.614%
81 14.460 2270 2273 2278 rVB 10430 12698 1.49% ©.139%
82 14.518 2278 2283 2288 rBvV2 46967 68146 8.01% 0.746%
83 14.677 2302 2310 2314 rBV 97937 154562 18.16% 1.692%
84 14.713 2314 2316 2320 rVB2 17685 19694 2.31% 0.216%
85 14.765 2321 2325 2329 rBV3 9924 13165 1.55% 0.144%
86 14.818 2329 2334 2339 rBV 137867 182132 21.40% 1.994%
87 14.854 2339 2340 2344 rVWW2 11576 13259 1.56% ©.145%
88 14.942 2351 2355 2363 rVB4 7585 14742 1.73% 0.161%
89 15.230 2398 2404 2411 rVvV3 22670 42546 5.00% 0.466%
990 15.301 2412 2416 2423 rVB9 5050 9661 1.14% 0.106%
91 15.424 2432 2437 2440 rBV2 20239 31690 3.72% ©.347%
92 15.454 2440 2442 2447 rVB 13955 18053 2.12% 0.198%
93 15.524 2447 2454 2459 rBV 52595 84416 9.92% 0.924%
94 15.666 2471 2478 2481 rBV 84703 129857 15.26% 1.422%
95 15.701 2481 2484 2492 rVB 43038 63739 7.49% ©.698%
96 15.889 2506 2516 2527 rVB 24683 67405 7.92% ©.738%
97 16.042 2535 2542 2554 rVB2 17372 33413 3.93% 0.366%
98 16.413 2598 2605 2613 rVB3 6421 16308 1.92% ©.179%
99 16.666 2643 2648 2652 rvV3 10852 20822 2.45% 0.228%
100 16.719 2652 2657 2667 rVB2 8956 18530 2.18% ©0.203%
Sum of corrected areas: 9134082
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: M1690-01
: 5.0mL/MSVOA_X/WATER
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\

: VX021265.D
: 17 Mar 2021 12:44

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M

Quant Title

TIC Library

. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
600000

500000

400000

300000

200000

100000

TIC: VX021265.D\data.ms
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TIC: VX021265.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX@21265.D

Acqg On : 17 Mar 2021 12:44

Operator JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzene, 2-propenyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.283 44.49 ug/l 301203 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 60
3 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 50
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 50
5 Deltacyclene 118 C9H10 007785-10-6 46

Abundance Scan 1903 (12.283 min): VX021265.D\data.ms (-1898) (- m/z 117.10 100.00%

117.1
5000 91.0
37 0 ‘ 67 0 ‘ 12.00 12.50
Ot oot bl ol e ML A5LO 2070y 199,06 83.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8960: Benzene, 2-propenyl-
117.0
5000
91.0 12.00 12.50
m/z 105.00  82.65%
51.0
O\\\‘2\7\\0\“\\“\\“‘H\\w”‘\\w\“\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0
12.00 12.50
m/z 118.05 49.73%
5000 91.0
39.0 63.0
0 15.0
T ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂJ\
Abundance #14837: Benzene, 1,2-diethyl- —T A
105.0 12.00 12.50
m/z 90.95 38.82%
5000 134.0
77.0
390
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, 1,2-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.442 20.26 ug/l 137149 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 98
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91
3 Ethanone, 1-(3-methylphenyl)- 134 C9H1e0 000585-74-0 90
4 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64

Abundance Scan 1930 (12.442 min): VX021265.D\data.ms (-1922) (-  m/z 105.10 100.00%

105.1
5000 134.1
77.0
bt bl
Ol L2071 1y 11910 87.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.50
77.0 m/z 134.05  48.23%
39.0
O\]-\5\?\‘\‘\\“‘\\“”\““\‘\\\“‘\\‘”\“\\\‘\"\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14840: Benzene, 1,4-diethyl-
105.0 /b\ j\
UNIVAG IR
12.50
5000 134.0 ITI/Z 91.00 38.07%
77.0
270
L H H\\H um [y \‘ m |
0“‘_‘H‘ el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15328: Ethanone, 1-(3-methylphenyl)-
119.0 12.50
91.0 o
m/z 77.00 21.71%
5000
65.0
43.0
15.0 H 1 \“ |
] L S L R R s
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.653 63.54 ug/l 430177 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C1eH14 000099-87-6 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 1966 (12.653 min): VX021265.D\data.ms (-1961) (- m/z 119.10 100.00%
119.1
5000
134.0
39.0 650 0 ‘ 12.50 13.00
Obeprerrrrerreresprereirrp et bbb e m/z 134,00 27.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 AAA}\ T \/\\ T T T
12.50 13.00
91.0 134.0 m/z 91.00 16.35%
39.0 65.0 ‘ ‘
O\\‘1\\5\.\0‘\H‘\‘\\H“‘\H\"‘1‘\\\HM‘H’H\M“\H\‘H\H‘M‘\\’Hw\luu‘u‘u‘u\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14811: o-Cymene
119.0
12.50 13.00
5000 m/z 120.05 9.75%
134.0
91.0
41.0 65.0 ‘
0\\‘\\\\‘\u‘\‘\\\\‘\u\,‘\\H\‘m‘\\,\\\‘1“\u\,mu‘\‘1‘\\,u‘;‘;l\m‘u‘u‘m
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 ]\ j\
Abundance #14809: p-Cymene A\‘A‘A‘ L ‘A
119.0 12.50 13.00
m/z 105.00 9.25%
5000
91.0 134.0
41.0 65.0
O\\‘\\\\‘%Q"\?\\\\“\u\,‘\\\\‘m‘\\,\\\‘1“\u\,mu‘\‘1‘\\,u‘\‘;l\m‘u‘u‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

82X031621W.M Thu Mar 18 11:15:59 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX@21265.D

Acqg On : 17 Mar 2021 12:44

Operator JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (E)-1-Phenyl-1-butene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12742 s4.76 ug/l 370744 1,4-Dichlorobenzene-d4  12.859
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 clenz 001005-64-7 89

2 1-Phenyl-1-butene 132 C10H12 000824-90-8 89
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 89
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 76
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 76

m/z 117.05 100.00%

Abundance Scan 1981 (12.742 min): VX021265.D\data.ms (-1976) (-
117.

V.1
5000
91.0
51.0 ‘ 1#4-1 12.50 13.00
O b o TR Ml Wl 3520 4y 11910 47.91%
m/z--> 20 40 60 80 100 120 140
Abundance #14051: (E)-1-Phenyl-1-butene
117.0
5000
91.0 12.50 13.00
51.0 J m/z 114.95 37.01%
28.0 '
Ot T \‘1 t \“ T \“}”\““}‘\7\?}{8\ \‘1 T “W T !“ \]‘-}‘ \‘3\.? T
m/z--> 20 40 60 80 100 120 140
Abundance #14034: 1-Phenyl-1-butene
117.0
SINSNRASIViVY
12.50 13.00
5000 ITI/Z 132.00 27.13%
91.0
w0 B0 g | | e
o] EEESES A FNRIT PSRk RSARSTRARS | MBS [
m/z--> 20 40 60 80 100 120 140
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- — ‘A e
117.0 12.50 13.00
m/z 91.00 24.34%
5000
91.0
51.0 133.0
N .2 VYRR N L VAL
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\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.959 55.80 ug/l 377788 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93

Abundance Scan 2018 (12.959 min): VX021265.D\data.ms (-2009) (- m/z 119.05 100.00%

119.1
5000
91.0
39.0 65.0 13.00
O et e M 14922070y 134,05 45.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 13,00
200 91.0 m/z 90.95 20.17%
: 65.0
0 }\5\-‘0\‘\ T \“‘\\“i‘\‘u“\\\““ T \‘i\‘wum"\H“\’\H\’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
iy
13.00
5000 ITI/Z 76.95 9.85%
0 91.0
oliso, 50 %0 | e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- Lty
119.0 13.00
m/z 120.10 9.77%
5000
39.0 65.0 91.0
0"w‘N‘MHWWWUWp‘M‘w‘M‘HM,H‘W‘H‘_‘H‘H“ ‘A“ A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 o0-Cymene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.324 125.71 ug/1 851022 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
2 o-Cymene 134 C10H14 000527-84-4 87
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 87
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 83
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 81
Abundance Scan 2080 (13.324 min): VX021265.D\data.ms (-2076) (- m/z 119.10 100.00%
119.1
5000
91.0 = fo—
39.0 650 ‘ 13.00 13.50
Y A O U YIIR A M el 1861 sz 134,05 38.45%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 ‘ ‘ :
13.00 13.50
91.0 m/z 117.05  28.43%
65.0
O \‘\;‘\5\(‘)\‘\\\"‘\\‘\\“\‘\\\"\\‘\\“\‘\\Ul\\\“\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14806: o-Cymene
119.0
A A
13.00 13.50
m/z 91.00 21.06%
5000 91.0
39.0 650
0 ""1‘5‘?“”“,‘»“w““"“”,‘MuM:mMHMHH_W
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119.0 1300 1350
m/z 115.00 13.06%
5000
91.0
39.0 650
0 150 | T ‘ il H“ i
i A B L

m/z--> 0 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\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1-methyl-4-(1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.707 20.55 ug/l 139091 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 55
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 55
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 55
4 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 50
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 49
Abundance Scan 2145 (13.707 min): VX021265.D\data.ms (-2142) (-  m/z 131.05 100.00%
131.1
5000
91.0
390 649 ‘ ‘ ‘ 13.50 14.00
o‘HH_m‘mMHH‘M“‘1“;“1“1“,““‘1‘?2"9‘“““2‘9‘7-‘1‘ m/z 133.05  77.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
5000 Ve N
910 13.50 14.00
' m/z 146.05 31.63%
39.0 ‘
65
O‘\‘\\\“\\‘\‘\‘m\\\‘\\‘}\“\‘\\HH‘\‘M\’\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- AAAJVM
131.0
Loy ML VR
13.50 14.00
5000 91.0 m/z 91.00 24.42%
39.0 50 ‘
P W S T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0 13.50 14.00
m/z 148.05 20.36%
5000
91.0 rAﬂﬂW
51.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.677 22.83 ug/l 154562  1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 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 94
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 90
5 Naphthalene, 1-(2-hydroxypropyl) 186 C13H140 027653-13-0 78
Abundance Scan 2310 (14.677 min): VX021265.D\data.ms (-2302) (- m/z 142.05 100.00%
142.1
5000
— —
63.0 112.9 14.50 15.00
. 4
O et e mr® M 17612081 280¢ o 941 05  84.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 —r— ——
14.50 15.00
m/z 115.00 36.64%
oL 390 710 1130 |
’HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19232: Naphthalene, 1-methyl-
142.0
Qo p L
14.50 15.00
5000 m/z 143.00 11.13%
0270\ \\6\%‘.?\\ i 11\\'0 I
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- ””?AA“‘ : s
141.0 14.50 15.00
m/z 139.05 10.80%
5000
NN TN == A N N L 1
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

82X031621W.M Thu Mar 18 11:16:02 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1,4-Methanonaphthalene, 1,4... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.818 26.90 ug/l 182132 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 91
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 91
Abundance Scan 2334 (14.818 min): VX021265.D\data.ms (-2329) (- m/z 142.00 100.00%
142.0
5000
— —
63.0 113.0 ) 14.50 15.00
Ottt O Il 1743 2070 2811 14106 91.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 r— ——
14.50 15.00
m/z 115.00 42.72%
oL 390 710 1130 |
’HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19232: Naphthalene, 1-methyl-
142.0 J\K\
== =
14.50 15.00
5000 m/z 143.05 12.98%
0 270\ \\6\%‘.?\\ A 11\\'0 I
e A e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- ‘/\’\h‘ ‘ T
141.0 14.50 15.00

m/z 139.05 11.90%

5000

27.0 ’ 113.0
LS T TR A BN - ——

m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

82X031621W.M Thu Mar 18 11:16:03 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.666 19.18 ug/l 129857 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2478 (15.666 min): VX021265.D\data.ms (-2471) (- m/z 156.10 100.00%

156.1
5000
115.0 LVA A ‘/\‘
3 76.0 ‘ ‘ m 15.50 16.00
Obrrr bt AL 2079 2810 941,05 85.20%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0
5000

15.50 16.00
m/z 155.10  26.22%

76.0
390 | I, 100] | Il
\\\‘\f\\‘\\\\’\\\\‘\\\\‘\\\\ TT ’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\

0 Ay
m/z--> 20 40 60 80 1001%014‘10160180200220240260280
Abundance #28493: Naphthalene, 1,7-dimethyl-
156.0 /\«
\M‘ T T T ‘/\\
15.50 16.00
5000 m/z 115.00  21.97%
77.0 1150
0‘”WE%RMJ”W”W\”wwwﬂh%h‘”P”W””W”W‘”W””ﬁ‘ j\&mﬂNAxﬂmﬁjqwjkm
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28477: Naphthalene, 1,6-dimethyl- —— e
156.0 15.50 16.00
m/z 128.05 16.61%
) JU\M\M\A
77.0 115.0
0‘”M?%P“HMWW”‘M”Mw“w”ww”‘w”w”‘w””w‘”w”w“ T ]
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031721\
Data File : VX021265.D

Acqg On : 17 Mar 2021 12:44
Operator : JC/MD

Sample : M1690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 2-prop... 12.283 44.5 ug/l 301203 4 12.059 338499 50.0
Benzene, 1,2-di... 12.442 20.3 ug/l 137149 4 12.059 338499 50.0
Benzene, 2-ethy... 12.653 63.5 ug/l 430177 4 12.059 338499 50.0
(E)-1-Phenyl-1-... 12.742  54.8 ug/l 370744 4 12.059 338499 50.0
Benzene, 1,2,4,... 12.959 55.8 ug/l 377788 4 12.059 338499 50.0
o-Cymene 13.324 125.7 ug/1 851022 4 12.059 338499 50.0
Benzene, 1-meth... 13.707 20.6 ug/l 139091 4 12.059 338499 50.0
Naphthalene, 1-... 14.677 22.8 wug/l 154562 4 12.059 338499 50.0
1,4-Methanonaph... 14.818 26.9 ug/l 182132 4 12.059 338499 50.0

2 4 0

Naphthalene, 2,... 15.666 19. ug/1 129857 12.059 338499 50.
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