LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\
Data File : VX@36297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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\82X062323W.M

Title : SW846 8260

Signal : TIC: VX@36297.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.459 57 61 67 rBv 9896 13345 1.04% 0.054%
2 2.398 208 215 230 rVB 24560 59949 4.69% 0.243%
3 2.788 273 279 288 rBV 13711 26853 2.10% 0.109%
4 3.111 324 332 342 rVB2 14031 34187 2.68% 0.138%
5 5.385 693 705 721 rBV 147286 429927 33.66% 1.741%
6 5.550 721 732 751 rVB 217577 624148 48.86% 2.528%
7 5.958 786 799 808 rBV 177017 473658 37.08% 1.918%
8 6.037 808 812 825 rVvB2 12378 32826 2.57% 0.133%
9 6.763 921 931 942 rBV 351686 836382 65.48% 3.388%
10 7.379 1025 1032 1040 rVB4 8024 18713 1.46% 0.076%
11 7.982 1123 1131 1138 rVB2 8580 16786 1.31% 0.068%
12 8.110 1145 1152 1161 rBV2 14848 29287 2.29% 0.119%
13 8.647 1234 1240 1247 rBV 833499 1277404 100.00% 5.174%
14  8.720 1247 1252 1262 rVB 202624 309300 24.21% 1.253%
15 9.519 1376 1383 1387 rBV3 8582 15221 1.19% 0.062%

16 10.055 1465 1471 1480 rBV 718737 977611 76.53%
17 10.195 1488 1494 1499 rBV 43124 56681  4.44%
18 10.299 1503 1511 1517 rBV 416430 556624 43.57%
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19 10.640 1561 1567 1579 rVB 849827 1059671 82.96% 292%
20 10.860 1594 1603 1612 rBV8 9209 23758 1.86% 096%
21 10.963 1613 1620 1624 rVB 14574 23170 1.81% 0947%
22 11.079 1634 1639 1651 rVB 669069 859857 67.31% 483%
23 11.305 1672 1676 1683 rVV 33141 43742 3.42%

24 11.378 1683 1688 1695 rVV 329996 526975 41.25%
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25 11.451 1695 1700 1709 rVB 218618 278511 21.80% 128%

26 11.610 1721 1726 1732 rBV 350931 435364 34.08% 1.763%

27 11.750 1744 1749 1755 rVB 582805 700424 54.83%  2.837%

28 11.890 1769 1772 1776 rVB 22590 26455 2.07% ©.107%

29 11.969 1781 1785 1788 rVWV 62008 74153 5.80% ©0.300%
3.

30 12.018 1788 1793 1799 rVB 737324 928453 72.68%

31 12.085 1799 1804 1810 rBV 558328 663848 51.97%
32 12.177 1816 1819 1823 rVB2 15069 18891 1.48%
33 12.244 1823 1830 1832 rBV2 219811 300419 23.52%
34 12.268 1832 1834 1838 rVV 171087 178044 13.94%
35 12.317 1838 1842 1849 rVB2 278426 405547 31.75%
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36 12.408 1849 1857 1862 rBV3 51483 101896  7.98%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\
Data File : VX@36297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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\82X062323W.M
Title : SW846 8260
37 12.463 1862 1866 1872 rVB 148521 181573 14.21% 0.735%
38 12.530 1872 1877 1879 rBV 138970 184559 14.45% 0.748%
39 12.555 1879 1881 1885 rVB 143151 143146 11.21% 0.580%
40 12.609 1886 1890 1894 rBV 319361 374305 29.30% 1.516%
41 12.646 1894 1896 1900 rVB 48423 49227 3.85% ©0.199%
42 12.701 1900 1905 1913 rBV3 184387 372789 29.18% 1.510%
43 12.792 1916 1920 1925 rBv2 38611 65042 5.09% 0.263%
44 12.847 1925 1929 1933 rVB 147131 183406 14.36% 0.743%
45 12.920 1933 1941 1944 rBV 248651 314390 24.61% 1.273%
46 12.963 1944 1948 1953 rVB 292545 348989 27.32% 1.413%
47 13.024 1953 1958 1959 rBV 61665 71500 5.60% 0.290%
48 13.042 1959 1961 1963 rVV2 53584 59252 4.64%  0.240%
49 13.067 1963 1965 1968 rVB 34570 33224 2.60% 0.135%
50 13.140 1973 1977 1978 rVV2 56707 72175 5.65% 0.292%
51 13.164 1978 1981 1985 rVV2 206564 273742 21.43% 1.109%
52 13.207 1985 1988 1992 rVB3 62709 74030 5.80% 0.300%
53 13.292 1997 2002 2007 rVV2 865025 1238678 96.97% 5.017%
54 13.329 2007 2008 2012 rVV2 39310 51735 4.05% 0.210%
55 13.371 2012 2015 2019 rVV2 47480 62581 4.90% 0.253%
56 13.420 2019 2023 2032 rVB 569263 708436 55.46%  2.869%
57 13.506 2032 2037 2039 rBV2 77511 106131 8.31% 0.430%
58 13.542 2039 2043 2046 rVV 126929 165331 12.94% 0.670%
59 13.585 2046 2050 2055 rVvV3 221892 398664 31.21% 1.615%
60 13.640 2056 2059 2060 rVV 96109 119106 9.32% 0.482%
61 13.658 2060 2062 2068 rVB2 210638 303465 23.76% 1.229%
62 13.713 2068 2071 2074 rBV2 12874 16241 1.27% 0.066%
63 13.853 2087 2094 2099 rVB 261074 365260 28.59% 1.479%
64 13.926 2099 2106 2110 rBV2 308266 447606 35.04%  1.813%
65 13.969 2110 2113 2117 rVV 104247 112178 8.78%  0.454%
66 13.999 2117 2118 2121 rVV 13652 14755 1.16% 0.060%
67 14.036 2121 2124 2127 rVB3 48928 50077 3.92% 0.203%
68 14.073 2127 2130 2134 rBV 213644 234133 18.33% 0.948%
69 14.158 2142 2144 2148 rBV 18548 20758 1.63% 0.084%
70 14.225 2148 2155 2161 rBV 599294 1031084 80.72% 4.176%
71 14.286 2162 2165 2167 rVB2 19126 19829 1.55% ©.080%
72 14.316 2167 2170 2175 rBV 91277 118752 9.30% 0.481%
73 14.371 2175 2179 2183 rVB 254452 291806 22.84% 1.182%
74 14.414 2183 2186 2192 rVB2 43343 66915 5.24% 0.271%
75 14.481 2192 2197 2202 rBV2 539959 739179 57.87%  2.994%

76 14.615 2215 2219 2225 rBV2 238632 470985 36.87% 1.908%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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\82X062323W.M

Title : SW846 8260

77 14.670 2225 2228 2233 rVB 146212 200416 15.69% 0.812%
78 14.725 2233 2237 2239 rBV2 55809 66273 5.19% ©0.268%
79 14.755 2239 2242 2244 rW 54867 64961 5.09% 0.263%
80 14.780 2244 2246 2249 rVV2 57869 76316 5.97% 0.309%
81 14.816 2249 2252 2255 rVV2 103825 157469 12.33% 0.638%
82 14.847 2255 2257 2261 rVB3 84299 85859 6.72% 0.348%
83 14.902 2261 2266 2273 rBv2 101547 170788 13.37% 0.692%
84 15.048 2283 2290 2294 rBV 51098 84072 6.58% 0.341%
85 15.103 2296 2299 2302 rVV5 9761 13620 1.07% ©.055%
86 15.182 2307 2312 2320 rVV 233187 463560 36.29% 1.878%
87 15.249 2320 2323 2330 rVW8 36057 92137 7.21% 0.373%
88 15.322 2330 2335 2338 rVvVs 17601 36451 2.85% ©.148%
89 15.371 2338 2343 2352 rVvVv3 55037 119776 9.38% 0.485%
990 15.481 2352 2361 2365 rvv4 101433 214479 16.79% 0.869%
91 15.517 2365 2367 2373 rVV3 53701 109150 8.54% 0.442%
92 15.609 2377 2382 2386 rvv2 96161 176516 13.82% 0.715%
93 15.652 2386 2389 2396 rVB2 47489 79137 6.20% 0.321%
94 15.841 2416 2420 2425 rBV2 22186 31969 2.50% ©.129%
95 15.987 2440 2444 2447 rBV4 8736 14537 1.14% 0.059%
96 16.084 2456 2460 2464 rBV2 13170 23370 1.83% ©.095%
97 16.365 2501 2506 2512 rVBS8 6567 16170 1.27% ©.065%

Sum of corrected areas: 24690140
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03342-01
: 5.0mL/MSVOA_X/WATER
. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\

: VX036297.D
: 23 Jun 2023 18:09

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.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, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.378  28.38 ug/l 526975 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1688 (11.378 min): VX036297.D\data.ms (-1683) (- m/z 105.15 100.00%
105.2
5000
120.2
771 11.00 11.50
39.2 : :
N .-t T ns 1410 sz 120.20 32.68%
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 — M ﬁ
120.0 11.00 11.50
m/z 91.15 12.87%
77.0
0 \1\5\.0‘ T \3\9“.0\ \‘\5\9‘.9‘\ T \M‘ T \‘1 T ‘M‘\ \‘\H“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
— P
11.00 11.50
5000 m/z 77.10 12.04%
120.0
77.0
39.0
o180, "1 80 bl
m/iz--> 20 40 60 80 100 120 140
Abundance #10728: Benzene, 1-ethyl-4-methyl- = P
105.0 11.00 11.50
m/z 106.20 9.03%
5000
120.0
77.0
o150 %90 590 it o o Dl
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.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-4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.610  23.45 ug/l 435364  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1726 (11.610 min): VX036297.D\data.ms (-1721) (- | m/z 105.20 100.00%
105.2
5000
120.2
301 631 77‘.1 91.0 11.50 12.00
Oberprereprrreprerbrereirrep e et bl et m/z 120,15 30.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 ‘ M j\ R
11.50 12.00
120.0 9
79.0 m/z 77.10 13.19%
39.0 65.0 H
0 H‘H\\‘\H‘\‘H\\“HH“\\H‘\‘\H‘\H}‘HH‘M\\‘\M\‘H‘\‘\“\H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
11.50 12.00
5000 120.0 m/z 91.05 12.66%
28.0 77.0 91.0
51.0 :
0 ‘“1‘4;‘19_"‘_"“‘u"‘H;uH‘MH"Hm"Hu‘H"_‘!H_m“pw_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 J\/\
Abundance #10694: Mesitylene e T
105.0 11.50 12.00
m/z 79.05 9.95%
120.0
5000
77.0
39.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.085 35.75 ug/l 663848 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 1804 (12.085 min): VX036297.D\data.ms (-1799) (- m/z 105.20 100.00%

106.2
5000

39.1 77.1 12.00
O 4B92 LUl 3221 1523 010020 41.77%
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0

——
L

5000

12.00
m/z 77.10 12.83%

77.0
51.0
O \\\‘2\7\.0\\“\\‘M‘\H“\‘\\\‘H‘\\‘\\“}‘\\%“2\.(\)\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0

12.00
5000 ITI z 91.05 10.20%
28.0 51.0 77.0
0 \Hw\\\wwo
m/z--> 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 12.00
m/z 106.20 8.97%
5000
39.0 77.0 J\/\ j\
0 ‘1‘5‘?»HumH‘9‘HH_mumz‘m_m AL
m/z--> 20 40 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.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, 1l-ethenyl-4-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.292 66.71 ug/l 1238680 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 89
2 Indan, 1-methyl- 132 C10H12 000767-58-8 81
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 76
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 76
Abundance Scan 2002 (13.292 min): VX036297.D\data.ms (-1997) (- m/z 117.20 100.00%
117.2
5000
91.1
51.1 ‘ m 13.00 13.50
b 73l 892 1663 1y 130,00 35.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 — k ARG
13.00 13.50
o 010 m/z 115.15  28.58%
OH\‘2\7‘\.0\\"\\“\.\“1‘\73\.9‘\\“\\‘”1‘\\ ‘\W\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
13.00 13.50
5000 m/z 119.20 27.76%
39.0 65.0 910 ‘L
) SN A W SR SN M-
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0 13.00 13.50
m/z 131.20 17.86%
5000
91.0
390 g0 ‘ M
0 H\‘\‘\H‘,H“}H“1‘”1““”‘1\“‘1‘” R
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\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.420  38.15 ug/l 708436 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 91
2 Indan, epoxide 132 C9H80 000768-22-9 62
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 50
4 N-Ethylbenzimidoyl bromide 211 C9H1eBrN 041182-87-0 50
5 2-Methylbenzyl cyanide 131 CSHOSN 022364-68-7 49
Abundance Scan 2023 (13.420 min): VX036297.D\data.ms (-2019) (- m/z 104.15 100.00%
104.2
5000 132.2 J\ j\‘
— ‘
511 781 H 13.50
o N T N Y “ Al 14921662 o135 00 48.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
I /
5000 T T T T T T T
13.50
m/z 91.10 43.42%
!
0 ‘\\\\“‘\ \“1‘\”"“\ \‘iH“ —H “H\ T 1 T \‘!“\‘\ (BN
miz--> 20 40 60 80 100 120 140 160
Abundance #16653: Indan, epoxide
104.0
4
13.50
5000 m/z 115.10 18.65%
27.0
0 ‘w:m‘;H‘,Hmw‘_H“uﬂ”:_m_”w””
m/iz--> 20 40 100 120 140 160
Abundance #16681.2H4nden—20ne,13—dMydro—
104.0 13.50
m/z 117.20 15.10%
5000 132.0
51.0 8.0
m/z--> 20 40 60 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.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, (2-methyl-1-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.926  24.10 ug/l 447606  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16 078920-29-3 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 93
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 90

Abundance Scan 2106 (13.926 min): VX036297.D\data.ms (-2099) (- m/z 131.20 100.00%
131.

31.2
5000
911

39.1 631 14.00
160.2
Ol MBI L1802 o 46,00 37.83%
miz--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0
14.00

m/z 117.15 35.92%

65.0 4
0\u\‘\‘\‘\3\?‘.‘(\)\‘\‘\‘\‘1\\“‘”‘1\“11\1\ H‘c‘)\“‘!\‘\”\m‘\m
m/z--> 200 40 60 80 100 120 140 160
Abundance #36270: Bicyclo[4.2.0]octa-1,3,5-triene, 7-butyl-
131.0
104.0

14.00
5000 m/z 115.20 28.44%
160.0
39.0 77.0
0\\\\‘\M\WJH«“‘M1\mW\J1W W‘%!“JH“M“
m/z--> 20 40 60 80 100 120 140 160

Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- b
131.0 14.00

m/z 91.10  27.20%

5000
91.0
39.0 630 ‘
Y s A P T 230 4

m/z--> 200 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.225 55.53 ug/1 1031080 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 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 81
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 76

Abundance Scan 2155 (14.225 min): VX036297.D\data.ms (-2148) (- m/z 131.20 100.00%

131.2
5000
105.2

51.0 77.1‘ ‘ 14.00 14.50
el

el Wl D 1822 s 118,00 58.79%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000

14.00 14.50
m/z 146.20 53.78%

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

o

14.00 14.50
5000 m/z 117.15 33.48%
39.0 91.0
15.0 63.0

N T 1

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- =L e
131.0 14.00 14.50

m/z 115.05  27.12%

5000
390 65.0 91.0 ‘
0 TR | L h“‘ : \M |

\ 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\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.481 39.81 ug/l 739179 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 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H1@0 016017-24-6 72
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 68
Abundance Scan 2197 (14.481 min): VX036297.D\data.ms (-2192) (- | m/z 131.15 100.00%
131.2
5000
105.
511 77"1 ‘160.3 14.50
Ol bl b T 20720 sz 118,200 62.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
105.0 14.50
39.0 77.0 m/z 146.15 57.96%
0 \“\“\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
14.50
5000 m/z 117.15 37.50%
39.0 91.0
15.0 63.0
0! _u‘m“m ‘““J"u“mwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24956: 2-Propyn-1-ol, 3-(4-methylphenyl)- e
146.0 14.50
m/z 115.15 31.08%
5000 115.0
85.0
63.0 ‘
0 A
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\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.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 7
R.T. EstConc Area Relative to ISTD R.T.
14.615 25.36 ug/l 470985 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 168 C12H16 013065-87-1 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 70
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 62
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 46
Abundance Scan 2219 (14.615 min): VX036297.D\data.ms (-2215) (- m/z 118.20 100.00%
118.2
145.2
5000
91.2
51.1 14.50 15.00
o 12762 2071 sz 145,20 69.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 At R
14.50 15.00
91.0 m/z 160.30  64.47%
28.0 51.0
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
P e
160.0 14.50 15.00
5000 ITI/Z 117.15 50.45%
39.0 91.0
63.0
0! Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36297: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- e =
118.0 14.50 15.00
m/z 115.20 32.21%
5000 160.0
39.0 65.0 91.0
Y VN Pt R YW P RO —— ) WA
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.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-(2-butenyl)-2,3-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.182  24.96 ug/l 463560 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 95
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 93
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 89
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 89
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 87

Abundance Scan 2312 (15.182 min): VX036297.D\data.ms (-2307) (- m/z 145.20 100.00%

145.2
5000
1151

A
39.1 77.1‘ MM 15.00 15.50
WL I
ol il

et || 1883 28l 1/, 166.30  39.40%

miz--> 50 100 150 200 250
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
5000

15.00 15.50
m/z 132.20  21.04%

o

91.0
39.0 ‘ ‘
okt I ‘M Al [‘h‘\“\m‘ \H‘h ‘h“‘ | e
miz-> 50 100 150 200 250
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
N L
15.00 15.50
5000 m/z 115.10 20.97%

105.0

39.0

o4 ‘n KJ“R “ ‘\“M\; \HL ‘\\“ \‘ : e e
m/z--> 50 100 150 200 250
Abundance

#36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- T
145.0 15.00 15.50

m/z 130.20 20.08%

) MAJ‘/M
91.0
39.0
A AT “ “h‘\“\m‘ \H!L ‘m‘ I

A ‘
miz--> 50 100 150 200 250 15.00 15.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062323\
Data File : VX036297.D

Acqg On : 23 Jun 2023 18:09
Operator : JC/MD

Sample : 03342-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062323W.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-ethy... 11.378 28.4 ug/l 526975 4 12.024 928453 50.0
Benzene, 1l-ethy... 11.610 23.4 ug/l 435364 4 12.024 928453 50.0
Benzene, 1,2,3-... 12.085 35.8 ug/l 663848 4 12.024 928453 50.0
Benzene, 1-ethe... 13.292 66.7 ug/l 1238680 4 12.024 928453 50.0
Naphthalene, 1,... 13.420 38.1 wug/l 708436 4 12.024 928453 50.0
Benzene, (2-met... 13.926 24.1 ug/l 447606 4 12.024 928453 50.0
Naphthalene, 1,... 14.225 55.5 ug/l 1031080 4 12.024 928453 50.0
Naphthalene, 1,... 14.481 39.8 wug/l 739179 4 12.024 928453 50.0
Naphthalene, 1,... 14.615 25.4 ug/l 470985 4 12.024 928453 50.0
Benzene, 1-(2-b... 15.182 25.0 ug/l 463560 4 12.024 928453 50.0
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