LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X121323W.M

Title : SW846 8260

Signal : TIC: VX@39627.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.385 695 705 721 rBV 65949 197465 6.83% 0.601%
2 5.550 722 732 747 rVB 93846 271818 9.40% 0.828%
3 5.952 786 798 810 rBV 74464 202221 6.99% 0.616%
4 6.757 921 930 944 rBV 184330 436352 15.08% 1.329%
5 8.647 1234 1240 1256 rVB 398108 621413 21.48% 1.892%

6 10.049 1465 1470 1479 rBV 462210 637029 22.02%
7 10.305 1498 1512 1517 rBV2 25035 52150 1.80%
8 10.957 1614 1619 1628 rBV 102407 138692 4.79%
9 11.079 1633 1639 1651 rVB 423259 558159 19.29%
10 11.299 1670 1675 1683 rBV 154122 204765 7.08%

OroOoOO0R
»
N
N
R

11 11.378 1683 1688 1689 rVV 218418 255420 8
12 11.396 1689 1691 1695 rVV 217730 247631 8
13 11.451 1695 1700 1703 rVV 174647 246599  8.52%
14 11.476 1703 1704 1710 rVB 51483 38814 1
15 11.610 1721 1726 1734 rVB 444817 545939 18.

POOOO®
~N
w1
=
R

16 11.750 1745 1749 1760 rVB 409492 483830 16.72%
17 11.890@ 1760 1772 1777 rBV 118468 182246 6.30%
18 11.969 1777 1785 1788 rBV 183420 236046  8.16%
19 12.018 1788 1793 1799 rVV2 590572 791956 27.37%
20 12.085 1799 1804 1810 rVB 134311 178433 6.17%

ONOOR
~N
[y
o
R

21 12.177 1814 1819 1824 rVB2 40947 57562 1.99%
22 12.244 1824 1830 1832 rBV2 473092 644750 22.28%
23 12.268 1832 1834 1837 rVV 309727 309325 10.69%
24 12.311 1837 1841 1849 rVB3 390809 632404 21.86%
25 12.402 1851 1856 1862 rBV3 106070 223404  7.72%

OrRrORrO®
0
S
N
B

26 12.463 1862 1866 1871 rVB 289968 370307 12.80%
27 12.530 1871 1877 1879 rBV 313680 426832 14.75%
28 12.555 1879 1881 1885 rVV 258251 260730  9.01%
29 12.610 1885 1890 1893 rVV 503388 594081 20.53%
30 12.640 1893 1895 1899 rVB 137922 155907 5.39%

ORrORR
N
[t
S
R

31 12.695 1899 1904 1913 rBV2 473959 862042 29.80%
32 12.792 1916 1920 1924 rBV2 72908 96507 3.34%
33 12.847 1924 1929 1933 rVB2 175323 238654  8.25%
34 12.920 1933 1941 1944 rBV 307186 407673 14.09%
35 12.957 1944 1947 1954 rVB 429417 559863 19.35%

P RPOON
~N
N
~N
B

36 13.024 1954 1958 1960 rBvV2 113397 167642 5.79% ©.510%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X121323W.M
Title : SW846 8260
37 13.067 1963 1965 1967 rvVv 47751 50404 1.74% 0.153%
38 13.091 1967 1969 1973 rwV 35724 49036 1.69% 0.149%
39 13.140 1973 1977 1978 rVV2 105572 141690 4.90% 0.431%
40 13.164 1978 1981 1985 rVV 524543 653678 22.59% 1.990%
41 13.207 1985 1988 1992 rVB2 88445 106186 3.67% 0.323%
42 13.286 1997 2001 2007 rVV2 1209566 1828870 63.21% 5.568%
43 13.329 2007 2008 2012 rVV3 72712 94645 3.27% 0.288%
44 13.366 2012 2014 2018 rVV2 71663 101246 3.50% 0.308%
45 13.420 2018 2023 2032 rVB 705546 944008 32.63% 2.874%
46 13.500 2032 2036 2039 rBV2 127706 178011 6.15% 0.542%
47 13.542 2039 2043 2046 rVV 259641 347445 12.01% 1.058%
48 13.579 2046 2049 2055 rVv2 279302 515158 17.81% 1.569%
49 13.640 2055 2059 2060 rvV 132910 192592 6.66% 0.586%
50 13.658 2060 2062 2068 rVB2 307015 421424 14.57% 1.283%
51 13.774 2075 2081 2088 rVB 775747 1062384 36.72%  3.235%
52 13.853 2088 2094 2099 rVB2 297469 447711 15.47% 1.363%
53 13.920 2099 2105 2110 rBV2 379388 564390 19.51% 1.718%
54 13.969 2110 2113 2116 rVB 144681 161977 5.60% 0.493%
55 14.036 2121 2124 2126 rVB2 64544 57013 1.97% 0.174%
56 14.073 2126 2130 2134 rBV 293883 339826 11.75% 1.035%
57 14.225 2148 2155 2162 rBV2 727606 1251132 43.24%  3.809%
58 14.317 2167 2170 2175 rVV 142808 175252 6.06% 0.534%
59 14.371 2175 2179 2183 rVB 316354 385593 13.33% 1.174%
60 14.414 2183 2186 2192 rVB2 54909 82879 2.86% 0.252%
61 14.475 2192 2196 2202 rBV2 474062 671532 23.21%  2.045%
62 14.634 2214 2222 2226 rBV 2066690 2893204 100.00% 8.809%
63 14.670 2226 2228 2233 rVB 145639 168359 5.82% 0.513%
64 14.725 2233 2237 2239 rBV 79827 100050 3.46% 0.305%
65 14.774 2239 2245 2250 rVV 1168120 1656402 57.25% 5.043%
66 14.816 2250 2252 2254 rVV2 97762 110939 3.83% 0.338%
67 14.847 2254 2257 2261 rVV2 67848 87296 3.02% 0.266%
68 14.902 2261 2266 2272 rVWW2 74776 140690 4.86% 0.428%
69 14.963 2273 2276 2284 rVB4 27704 60773 2.10% 0.185%
70 15.048 2284 2290 2294 rBV2 41979 69830 2.41% 0.213%
71 15.182 2306 2312 2314 rBV2 198053 326485 11.28% 0.994%
72 15.201 2314 2315 2320 rVV2 210916 238213 8.23% 0.725%
73 15.249 2320 2323 2331 rVB7 47655 104095 3.60% 0.317%
74 15.371 2338 2343 2346 rBV 237412 321107 11.10% 0.978%
75 15.402 2346 2348 2353 rVB 85274 111082 3.84% 0.338%

76 15.475 2354 2360 2365 rBV 500456 800212 27.66% 2.436%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X121323W.M
Title : SW846 8260
77 15.609 2372 2382 2386 rBV 561575 914399 31.61% 2.784%
78 15.646 2386 2388 2396 rVB 321649 433790 14.99% 1.321%
79 15.731 2396 2402 2409 rBV8 16638 47068 1.63% 0.143%
80 15.835 2409 2419 2434 rVB2 140875 402248 13.90% 1.225%
81 15.981 2438 2443 2448 rBV 74218 124572  4.31% 0.379%
82 16.085 2455 2460 2465 rBV3 45303 79268 2.74% 0.241%
83 16.194 2475 2478 2483 rVB2 27163 39976 1.38% 0.122%
84 16.347 2500 2503 2512 rVB 38350 68773 2.38% 0.209%
85 16.554 2529 2537 2540 rBV5 13986 38808 1.34% 0.118%
86 16.591 2540 2543 2549 rVV2 31755 62686 2.17% ©.191%
87 16.652 2549 2553 2569 rVB2 31040 84298 2.91% ©.257%
Sum of corrected areas: 32843366
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.M
Quant Title : SW846 8260

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

Abundance TIC: VX039627.D\data.ms
2000000

1500000

1000000

500000

5.385.550 5.952
0 ANVAN AN
TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT 171 ‘ T ‘ T ‘ 111 ‘ T 1T T ‘ T 171

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: VX039627.D\data.ms

2000000

1500000
1000000

500000 8.647 10.049 11.079

6.757 10.95 11%1
: la7e
o /\ 10. 305 N LY

\ \ \
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11.00
Abundance TIC: VX039627.D\data.ms

2000000 14.634

1500000

13.286 14.774

1000000

500000;.

o

15.8
157340 o002 tnmene.

T ‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 . 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\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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-ethenyl-3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.695 54.42 ug/l 862042 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
3 Indan, 1-methyl- 132 C10H12 000767-58-8 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 83
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 83
Abundance Scan 1904 (12.695 min): VX039627.D\data.ms (-1899) (- m/z 117.10 100.00%
117.1
5000
91.0
51.0 24 ‘ 4 12.50 13.00
Ol bt P40l 38421528 s 15 10 33.65%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.50 13.00
91.0 m/z 132.15 27.43%
270 10 14 ‘ 133.0
O T \‘\.\ \“ T \“V\“W\ \”.19‘ T ‘H“\ T H‘ T M\‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0
—— —
12.50 13.00
5000 m/z 91.05 16.71%
91.0
51.0 ‘
ol 2004 L. u74p W IP0
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl- R —
117.0 12.50 13.00
m/z 118.10 10.00%
5000
300 650 OO ‘ 1330
B N O R | N~
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\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 1-Phenyl-1-butene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.286 115.47 ug/1 1828870 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 86
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 70
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 70
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
5 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 64
Abundance Scan 2001 (13.286 min): VX039627.D\data.ms (-1997) (- m/z 117.10 100.00%
117.1
5000
91.1 134.2
51.0 rap ‘ “ 13.00 1350
Ol AR L 1662 s 199,10 61.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
5000
910 13.00 13.50
L m/z 132.20  34.21%
51.0 ‘
0 ‘2\7‘\.‘(\)\“‘\ \“1”\ “‘1‘ \7\4“1P‘ bl |HU‘\ T H‘ \%\A\.?\ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
— s
13.00 13.50
5000 m/z 115.10 31.38%
91.0
51.0 ‘
0 ‘2‘7‘"9“‘ ol “1“7‘4@‘ - w“‘ L R
m/z--> 20 40 60 80 100 120 140 160
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- Aol —r—
117.0 13.00 13.50
m/z 91.10 24.85%
5000
91.0
390 650 ‘ ‘
Y PR N PR . N ALTAS WAL
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\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.420 59.60 ug/l 944008 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
2 Indan, epoxide 132 C9H80 000768-22-9 49
3 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 42
4 Isoquinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000091-21-4 38
5 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 35
Abundance Scan 2023 (13.420 min): VX039627.D\data.ms (-2018) (- m/z 104.10 100.00%
104.1
5000 132.2 AJ\
T
511 780 ‘ 13.50
0 m‘m“,‘m‘w‘lhuw”mwwiﬂ”1“_ 2882 m/z 132,20 44.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 1
132.0 13.50
78.0 m/z 91.10 42.04%
280 510 ‘ ‘
O\\\‘\‘1\\"\\“”\“‘\\H“‘\\}\‘M\\1“\‘1“\‘\‘\\\\‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance #16653.Indan,ep0ﬂde
104.0
——
13.50
5000 m/z 115.10 20.45%
27.0 ‘
| I ok H_Hw‘wwuﬂ”:_Hu_m_m
miz--> 20 40 100 120 140 160
Abundance #16121.Benzene,cydobutW— —
104.0 13.50
m/z 117.05 14.05%
5000
50.0 78‘ 0 132.0
0 mwJ,HMW“_W R N —
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\VX010424\
Data File : VX@39627.D

Acqg On : 04 Jan 2024 17:49

Operator JC/MD

Sample : P1038-02

Misc 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 4 Azulene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.774 67.07 ug/1 1062380 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Azulene 128 C10H8 000275-51-4 94
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 74
4 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 72
5 4-Fluorothiophenol 128 C6H5FS 000371-42-6 50

12

Abundance Scan 2081 (13.774 min): VX039627.D\data.ms (-2075) (-

8.1

5000
51.0
Obrrrrrrabe b i e e e prere e
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #13684: Naphthalene
128.0
5000
51.0 ‘
O\‘HH“\\“\\“‘1\\”1?\7‘\.9"“\\\\‘\HH‘HH‘\\H‘HH’HH’H\\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13679: Azulene
128.0
5000
51.0
m/z--> 20 40 60 80 100120140160180200220 240260

Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11

m/z 128.05 100.00%

-

13.50 14.00

m/z 127.10  12.94%

=

13.50 14.00

m/z 129.05 10.97%

-

T ]
13.50 14.00

m/z 102.05 9.94%

-

128.0 13.50 14.00
m/z 51.05 8.52%
5000
0 51.0 ‘9¥0‘ | 156.0 206.0 246.0275.C
————— e AL AL
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010424\
Data File : VX@39627.D

Acqg On : 04 Jan 2024 17:49

Operator JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.225 78.99 ug/l 1251130  1,4-Dichlorobenzene-d4  12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96

2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14
4 Benzene, (1-methyl-1-butenyl)-
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14

146 C11H14

001680-51-9 96
000769-25-5 89
053172-84-2 76
000769-57-3 70

Abundance Scan 2155 (14.225 min): VX039627.D\data.ms (-2148) (-

13

1.2

5000

5000
105.1
39.0 771 ‘ ‘
o — AR “‘\‘ ‘\‘}\“‘wm‘\m‘\\‘ i ,“M . . \H{M‘ ‘1‘6’2“2‘ AR
m/z--> 20 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

Ot L L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

5000
39.0 91.0
15.0 63.0
0 WS —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
5000 91.0
39.0
Wy L)
o220 A “M“M‘”‘ VU R
m/z--> 20 40 60 80 100 120 140 160 180

m/z 131.20 100.00%

14.00 14.50

m/z 118.10

14.00 14.50

m/z 146.20

14.00 14.50

m/z 117.10

T i
14.00 14.50

m/z 115.05

14.00 14.50

82X121323W.M Fri Jan

05 13:30:54 2024
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXxe10424\
: VX039627.D
: 04 Jan 2024 17:49
JC/MD
: P1038-02
: 5.0mL/MSVOA_X/WATER
: 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.475 42.40 ug/l 671532 1,4-Dichlorobenzene-d4 12.018
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 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 70
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70

Abundance Scan 2196 (14.475 min): VX039627.D\data.ms (-2192) (- m/z 131.15 100.00%
131.2

3

14.50

5000

5000
105.1
39.1 77.1 ‘ ‘ 1602
o S O Y ‘mww“m“[}??-ﬁ m/z 118.10  64.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

131.0

=

14.50
m/z 146.15 53.34%

O' ‘\\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
14.50
5000 ITI/Z 117.10 37.62%
39.0 91.0
150 63.0
0! _u‘:‘,“m_‘“Mum_mw
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)- g
131.0 14.50
m/z 115.10 32.26%
91.0
5000
270 51.0
N p‘i“ “‘:“ ‘Wdh bl Al A
m/z--> 20 40 60 80 100 120 140 160 180 14.50

82X121323W.M Fri Jan 05 13:30:56 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.634 182.66 ug/l 2893200 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72
Abundance Scan 2222 (14.634 min): VX039627.D\data.ms (-2214) (- 142.15 100.00%
142.2 r\
1 630 g91 14.50 15.00
O b M 17622071 140 20 85.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22147: Naphthalene, 1-methyl-
142.0
5000 —— —
1150 1450 15.00

115.10  41.27%

300 630 o
‘\\\\‘\\H\\“‘\‘\“\H\‘\‘\\\‘\\\\‘\\\\"‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0

o

14.50 15.00
5000 ITI z 143.20 11.43%
115.0
ol 390 930 890 I
e A A e

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14 50 15 00

m/z 139.05 11.20%

5000 115.0
39.0 63‘0 89.0 ‘
0 DR AT w\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 1450 1500

82X121323W.M Fri Jan 05 13:30:58 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 Benzocycloheptatriene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.774 104.58 ug/1 1656400 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72

Abundance Scan 2245 (14.774 min): VX039627.D\data.ms (-2239) (| | m/z 142.15 100.00%
1

42.2
5000 115.1

630 gg1 14.50 15.00

Ol 2722207 140 15 89 75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 T

—T
115.0 14.50 15.00
m/z 115.10 42.60%

300, 931, 890 |
O‘\\\\“\\H\\“\‘\‘\H\‘\‘\\\‘\\\‘}‘\\\\i\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0

1 T
14.50 15.00

5000 m/z 139.05 11.53%
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —r— ——
141.0 14.50 15.00

m/z 143.20  11.23%

5000 115.0
39.0 63‘-0 89.0 ‘
o‘HH‘WHHWWum_mu_mwmwuWm_m e

I T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82X121323W.M Fri Jan 05 13:30:59 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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, 1,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.475 50.52 ug/1 800212 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 2360 (15.475 min): VX039627.D\data.ms (-2354) (- m/z 156.20 100.00%
156.2
5000
115.1 0
. 15.5
39.0 .
ol o ' ‘ “‘h U“‘M‘ ~1985 28l nm/z 141.20  72.85%
miz--> 50 100 150 200 250
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
5000
15.50
e 1150 m m/z 155.20  33.88%
390 ') ‘
O ‘\ i‘ ‘\““\‘“H‘\ th “ \‘\““\ U‘ B B B B B
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
15.50
5000 ITI/Z 115.10 18.65%
770 115.0
39.0 '
[} m— I i‘ ‘\‘\ “\\H\‘ " P ““ \“\‘ U = — —
miz--> 50 100 150 200 250
Abundance #33153: Naphthalene, 2,6-dimethyl- e
156.0 15.50
m/z 128.05 17.59%
5000
77.0 115.0
o300 A il Vv
miz--> 50 100 150 200 250 15.50

82X121323W.M Fri Jan 05 13:31:00 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.609 57.73 ug/1 914399 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2382 (15.609 min): VX039627.D\data.ms (-2372) (- m/z 156.20 100.00%
156.2
5000
1151
51.1 /7.0 15.50 16.00
| 207.0 :
0 bbbt b Wl 2DTD 0 m/z 141.00  87.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
115.0 m/z 155.20 29.72%
76.0 ‘
51.0
O \\\‘2\7‘\-\0\“\\“\\“‘h‘\‘\”!h‘\‘\‘\\“\\\}‘\“!‘\\“‘\\L‘m‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.10 24.68%
115.0
ozoso o Ty
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- — =
156.0 15.50 16.00
m/z 128.05 18.77%
5000
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00

82X121323W.M Fri Jan 05 13:31:01 2024 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010424\
Data File : VX039627.D

Acqg On : 04 Jan 2024 17:49
Operator : JC/MD

Sample : P1038-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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, 1l-ethe... 12.695 54.4 ug/l 862042 4 12.018 791956 50.0
1-Phenyl-1-butene 13.286 115.5 wug/l 1828870 4 12.018 791956 50.0
Naphthalene, 1,... 13.420 59.6 ug/l 944008 4 12.018 791956 50.0
Azulene 13.774 67.1 ug/l 1062380 4 12.018 791956 50.0
Naphthalene, 1,... 14.225 79.0 ug/l 1251130 4 12.018 791956 50.0
Naphthalene, 1,... 14.475 42.4 ug/l 671532 4 12.018 791956 50.0
1,4-Methanonaph... 14.634 182.7 wug/l 2893200 4 12.018 791956 50.0
Benzocyclohepta... 14.774 104.6 ug/l 1656400 4 12.018 791956 50.0
Naphthalene, 1,... 15.475 50.5 ug/l 800212 4 12.018 791956 50.0
Naphthalene, 2,... 15.609 57.7 ug/l 914399 4 12.018 791956 50.0
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