LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120224\
Data File : VX044059.D

Acq On : 02 Dec 2024 12:35
Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 9 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\82X112124W.M

Title : SW846 8260

Signal : TIC: VX044059.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.587 69 82 84 rBvV3 16870 59914 3.54% 0.316%
2 2.770 269 276 279 rBV3 13949 29780 1.76% 0.157%
3 2.812 279 283 288 rVB2 12397 24089 1.42% 0.127%
4 3.093 322 329 341 rVB2 22923 55717 3.29% 0.294%
5 3.721 423 432 441 rBV2 13928 33699 1.99% 0.178%
6 4.202 501 511 518 rBvV4 18531 53083 3.13% 0.280%
7 4.288 518 525 537 rVB3 41908 114563 6.76% 0.605%
8 5.379 693 704 713 rBV 102366 306681 18.10% 1.619%
9 5.543 722 731 738 rBV 143725 416495 24.59% 2.199%
10 5.818 766 776 787 rBV2 19960 62007 3.66% 0.327%
11 5.952 788 798 806 rVV 118879 329466 19.45% 1.739%
12 6.037 806 812 820 rVVv2 48424 134483 7.94% 0.710%
13 6.147 824 830 831 rVv2 14437 26303 1.55% 0.139%
14 6.238 835 845 856 rVVv2 132562 436355 25.76% 2.304%
15 6.348 856 863 876 rVB5 14231 42415 2.50% 0.224%
16 6.757 921 930 940 rBV 260644 655138 38.67% 3.459%
17 7.165 987 997 1004 rVB3 13640 32754 1.93% 0.173%
18 7.360 1015 1029 1043 rVB5 38844 124034 7.32% 0.655%
19 7.488 1043 1050 1056 rBvV3 15517 35515 2.10% 0.187%
20 7.555 1056 1061 1065 rvv3 15463 36196 2.14% 0.191%
21 7.598 1065 1068 1072 rVV2 12967 23461 1.38% 0.124%
22 7.653 1072 1077 1084 rVB3 10888 23167 1.37% 0.122%
23 7.903 1111 1118 1123 rVV4 22698 61390 3.62% 0.324%
24 7.976 1123 1130 1142 rVB 123238 256886 15.16% 1.356%
25 8.104 1142 1151 1160 rBVvV2 190379 433341 25.58% 2.288%
26 8.183 1160 1164 1174 rVB3 18674 40369 2.38% 0.213%
27 8.433 1200 1205 1212 rBV 74419 134995 7.97% 0.713%
28 8.500 1212 1216 1224 rVB4 26230 47930 2.83% 0.253%
29 8.592 1224 1231 1232 rBV3 21475 40084 2.37% 0.212%
30 8.647 1234 1240 1247 rVWV 519884 840082 49.59% 4.435%
31 8.714 1248 1251 1258 rVB4 18513 31717 1.87% 0.167%
32 8.811 1263 1267 1277 rVB 14756 29776 1.76% 0.157%
33 9.098 1307 1314 1318 rVB4 12418 21140 1.25% 0.112%
34 9.159 1319 1324 1328 rBV 24640 37794 2.23% 0.200%
35 9.244 1333 1338 1344 rVB 24295 38306 2.26% 0.202%
36 9.451 1364 1372 1377 rVWV5 32373 66226 3.91% 0.350%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120224\
Data File : VX044059.D

Acq On : 02 Dec 2024 12:35
Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 9 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\82X112124W.M
Title : SW846 8260
37 9.945 1448 1453 1460 rBV 73692 110074 6.50% ©.581%
38 10.006 1460 1463 1465 rBV 16768 22227 1.31% 0.117%
39 10.049 1465 1470 1476 rVV 493612 696821 41.13% 3.679%
40 10.213 1490 1497 1500 rBV2 72348 130564 7.71% ©.689%
41 10.244 1500 1502 1507 rVV 34129 40246 2.38% 0.212%
42 10.299 1507 1511 1518 rVB 49619 74854  4.42%  ©.395%
43 10.384 1518 1525 1529 rBV2 59456 105965 6.26% ©.559%
44 10.640 1563 1567 1573 rVB2 28175 40391 2.38% 0.213%
45 10.793 1582 1592 1599 rBV5S 10829 35408 2.09% 0.187%
46 10.896 1599 1609 1614 rvv2 37876 75270 4.44% 0.397%
47 10.957 1614 1619 1625 rW 314299 423270 24.99%  2.235%
48 11.012 1625 1628 1634 rVB2 27378 35982 2.12% ©.190%
49 11.079 1634 1639 1649 rBV 438080 617811 36.47% 3.262%
50 11.158 1649 1652 1659 rVB4 17312 37439 2.21% ©.198%
51 11.299 1668 1675 1682 rBV 653946 897790 53.00% 4.740%
52 11.451 1695 1700 1703 rVV5 21102 38230 2.26% ©.202%
53 11.494 1703 1707 1712 rVB2 22296 33498 1.98% ©0.177%
54 11.609 1721 1726 1731 rBV 65747 86196 5.09% ©0.455%
55 11.713 1738 1743 1744 rBV3 13457 20437 1.21% ©.108%
56 11.750 1744 1749 1754 rVB2 33677 58824 3.47% 0.311%
57 11.865 1763 1768 1769 rBV 36648 45476 2.68%  0.240%
58 11.890 1769 1772 1781 rVB 50776 75749  4.47%  0.400%
59 12.018 1788 1793 1800 rVV 544668 688524 40.64% 3.635%
60 12.085 1800 1804 1808 rVB 43431 49515 2.92% 0.261%
61 12.176 1816 1819 1823 rVB 23200 26076 1.54% ©.138%
62 12.243 1823 1830 1836 rBV 1342680 1694002 100.00%  8.943%
63 12.311 1837 1841 1850 rVV2 162345 246840 14.57% 1.303%
64 12.402 1851 1856 1861 rVV2 128606 160399 9.47%  ©.847%
65 12.469 1861 1867 1872 rVB3 52916 94518 5.58% ©0.499%
66 12.530 1872 1877 1884 rBV6 17586 32627 1.93% 0.172%
67 12.609 1885 1890 1894 rBV 1096501 1301536 76.83% 6.871%
68 12.640 1894 1895 1899 rVV 55036 55297 3.26% ©.292%
69 12.695 1899 1904 1912 rVB2 326048 532767 31.45% 2.813%
70 12.835 1923 1927 1932 rVB3 20700 32460 1.92% 0.171%
71 12.920 1932 1941 1947 rBV 673477 838810 49.52%  4.428%
72 12.963 1947 1948 1953 rVV3 15101 19724 1.16% ©.104%
73 13.024 1953 1958 1966 rVV2 57801 93330 5.51% ©.493%
74 13.115 1966 1973 1975 rVV3 42902 79494 4.69% 0.420%
75 13.170 1978 1982 1988 rVV 207781 279982 16.53% 1.478%
76 13.231 1988 1992 1993 rVV 26861 29977 1.77% ©.158%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120224\
Data File : VX044059.D

Acq On : 02 Dec 2024 12:35
Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 9 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\82X112124W.M
Title : SW846 8260
77 13.255 1993 1996 1998 rVvV 53848 75904 4.48% 0.401%
78 13.286 1998 2001 2007 rVV2 444073 660581 39.00% 3.487%
79 13.341 2007 2010 2012 rVV2 57214 73916 4.36% 0.390%
80 13.365 2012 2014 2020 rVV 52282 79624 4.70% 0.420%
81 13.420 2020 2023 2028 rVB 49588 62240 3.67% ©0.329%
82 13.505 2033 2037 2039 rVV3 22826 32524 1.92% 0.172%
83 13.542 2039 2043 2046 rVV 93783 139491 8.23% 0.736%
84 13.579 2046 2049 2053 rVV2 133563 178956 10.56% ©0.945%
85 13.640 2053 2059 2060 rVV2 48440 80036 4.72% ©.423%
86 13.670 2060 2064 2070 rVV2 78027 146415 8.64% 0.773%
87 13.774 2074 2081 2091 rVV 999950 1244532 73.47% 6.570%
88 13.926 2099 2106 2110 rBV3 32154 55915 3.30% 0.295%
89 13.969 2110 2113 2117 rVB2 24649 31096 1.84% 0.164%
90 14.072 2125 2130 2136 rBV 74232 92848 5.48%  0.490%
91 14.213 2148 2153 2159 rBV2 58695 94570 5.58% ©0.499%
92 14.316 2166 2170 2175 rBV 99316 120275 7.10% 0.635%
93 14.371 2175 2179 2183 rWV 45250 57581 3.40% 0.304%
94 14.597 2212 2216 2219 rBV2 16788 27140 1.60% ©0.143%
95 14.633 2219 2222 2227 rVB 96334 120828 7.13% 0.638%
96 14.780 2240 2246 2256 rBV 202497 273513 16.15% 1.444%
97 15.481 2355 2361 2370 rVB4 9253 20636 1.22% 0.109%
98 15.615 2376 2383 2386 rBV2 24406 39350 2.32% ©0.208%
99 16.322 2491 2499 2508 rBV 67281 119286 7.04% 0.630%
100 16.688 2549 2559 2565 rBV 9474 21044 1.24% 0.111%
Sum of corrected areas: 18942052
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120224\

: VX044059.D

: 02 Dec 2024 12:35

: JC/MD

: P5021-01

: 5.0mL/MSVOA_X/WATER

: 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M

Quant Title

TIC Library

: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VX044059.D\data.ms

5.373-543 5052 6.23¢
1.587 227802 3.093 3.721 4.26258 5.818/%-08%,

0
Time-->

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance

1200000

1000000

800000

600000

400000

200000

48 7.165" 3% 78m853 7;99(5{ /A\N §EKJB 411 9@@9449

TIC: VX044059.D\data.ms

11.299

8.647 10.049
11.079
0.95
6.757
1

8.104

7.976 9.94
5 11]45Q

Time-->

451 1p. 884 10646143
T T ]
6.50 7.00 7.50 850 9.00 950 10.00 10,50 11.00

Abundance

1200000

Time-->

TIC: VX044059.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX120224\
Data File : VX044059.D

Acqg On : 02 Dec 2024 12:35
Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 Butane, 2,2,3,3-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.238 33.30 ug/1 436355 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 45
Abundance Scan 845 (6.238 min): VX044059.D\data.ms (-835) (-) m/z 57.10 100.00%
57.1
5000
41.1
1l g31 99.0 6.00 6.20 6.40 6.60
0—rrprerprorrpreepre b e e e e e m/z 56.10 35.75%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000 /\H\\‘\\\\‘\\\\‘\\\\‘\\\
410 6.00 6.20 6.40 6.60
m/z 41.10 32.29%
0 il 0 1149
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
6.00 6.20 6.40 6.60
5000 m/z 43.10 15.98%
TTT]TTTT HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH TTTTTTTTI]T

m/z-->

Abundance #8654: Hexane, 2,2-dimethyl-

m/z 39.10 11.08%
Lol ‘ J“ymj\wwf\”kaww«J
H\HHHH‘HH‘HH‘HH‘HH‘HHHHHH‘HH‘HHHH\ L L L L TTT

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX120224\
Data File : VX044059.D

Acqg On : 02 Dec 2024 12:35
Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Pentane, 2,3,4-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.976 19.61 ug/1 256886 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 78

4 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
5 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 56

Abundance Scan 1130 (7.976 min): VX044059.D\data.ms (-1123) (-) m/z 43.10 100.00%

43.1
71.1
5000
S RRRRREE AR
| 5‘7"1 ors 1142 7.60 7.80 8.00 8.20
O+t e e e m/z 71.10 77.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 L L L L L L L
7.60 7.80 8.00 8.20
m/z 70.05 57.97%

o

27.0 57.0
14.0 ‘\ L “ 114.0
S SN § SRS S AN 2 L
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0

7.60 7.80 8.00 8.20
5000 71.0 m/z 41.10 34.04%

HHH\H\‘H\\‘\\H‘\\H‘HH‘HH‘HH‘HH‘HHHHH
m/z-->
Abundance #14573: Hexane, 3,3,4-trimethyl-

m/z 55.05 23.93%

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX120224\

Data File : VX044059.D

Acqg On : 02 Dec 2024 12:35
Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M

Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 Pentane, 2,3,3-trimethyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.104 33.07 ug/1 433341 1,4-Difluorobenzene 6.757
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
Abundance Scan 1151 (8.104 min): VX044059.D\data.ms (-1142) (-) m/z 43.10 100.00%
3.1
71.1
5000
R maRR R
| ‘ 99.2 7.80 8.00 8.20 8.40
O T [ et B m/z 71.10 59.27%
m/z--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 710 L R R RN
7.80 8.00 8.20 8.40
27.0 m/z 70.05 48.89%
Jzo \‘M J ‘ 99.0 1140
e e B B S
m/z--> 0 20 40 60 80 100 120
Abundance
43.0
71.0 7.80 8.00 8.20 8.40
5000 m/z 57.10 44 .44%
\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #14566: Hexane, 2,3,4-trimethyl-
m/z 41.05 41.36%
H M/MJ\\/
\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\ I L L
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX120224\
Data File : VX044059.D

Acqg On : 02 Dec 2024 12:35

Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
: SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.243 123.02 ug/1 1694000 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 80
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 60
3 Indane 118 C9H10 000496-11-7 60
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 60
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 60

Abundance Scan 1830 (12.243 min): VX044059.D\data.ms (-1823) (- m/z 117.10 100.00%
1171
5000
91.1
134.1 T ‘ T T ‘ T T
39.0 630 ‘ 12.00 12.50
Obrrr e et b b L gz 118018 53.16%
miz--> 20 40 60 80 100 120 140
Abundance #10203: Benzene, 1-ethenyl-2-methyl-
117.0
5000 r—r -
91.0 12.00 12.50
0y
39.0 63.0 m/z 119.05 44.01%
o150 . ‘JV‘JMJMH“Nu‘uM‘ N“‘!H“““‘
m/z--> 20 40 60 80 100 120 140
Abundance
117.0 }\
T ‘ T T \/\ T ‘ T (\
12.00 12.50
5000 m/z 105.10 41.04%
\\\\\\\\\\\\‘\\\\‘\\\\\\\\\\\\\\
m/z--> /\
Abundance #10179: Indane A ‘ A ‘ A —
m/z 115.10  37.35%
i . 1L ‘ i L | | “ |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
m/z-->

82X112124W.M Tue Dec 03 13:39:45 2024

Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX120224\
Data File : VX044059.D

Acqg On : 02 Dec 2024 12:35
Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 5 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.609 94.52 ug/1 1301540 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C1eH14 000099-87-6 95
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 1890 (12.609 min): VX044059.D\data.ms (-1885) (- m/z 119.10 100.00%
119.1
5000
134.1 J\
91.1 (\\‘\/\\\\‘\
391 650 12.50 13.00
Ol bl L Tz 134,05 28.67%
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
. R
134.0
91.0 m/z 91.10 18.95%
|

65.0
ol 150 0 %7 ‘ T 1 T N
m/z--> 20 40 60 80 100 120 140
Abundance

119.0

12.50 13.00
5000 m/z 77.10 10.17%

T 1T L T T ‘ LI ‘ L L L T
m/z-->
Abundance #16995: p-Cymene

m/z 120.10 10.02%

PSRRI NN T W I I

m/z-->
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120224\

: VX044059.D

: 02 Dec 2024 12:35

: JC/MD

: P5021-01

: 5.0mL/MSVOA_X/WATER

: 9 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.695 38.69 ug/1 532767 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1leH12 000874-35-1 87
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
3 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 (E)-1-Phenyl-1-butene 132 C1eH12 001005-64-7 87
5 Benzene, (2-methyl-2-propenyl)- 132 C1eH12 003290-53-7 86
Abundance Scan 1904 (12.695 min): VX044059.D\data.ms (-1899) (- m/z 117.10 100.00%
117.1
5000
91.0
39.1  63.0 ‘ | 1331 12.50 13.00
ob et b MRS m/z 1150100 35.26%
miz--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 T M ‘A\ ”A
12.50 13.00
m/z 132.00  24.54%
39.0 65.0 91.0
TR N PR AR ‘\\13'0
) SRR RSN VR VIR SO NSRS | M
m/z--> 20 40 60 80 100 120 140
Abundance
117.0
T ‘ T T ‘ T
12.50 13.00
5000 m/z 91.05 17.37%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
m/z 118.10 10.69%
L | de o Ll \‘ 111 H il
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX120224\
Data File : VX044059.D

Acqg On : 02 Dec 2024 12:35

Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 7 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.920 60.91 ug/1 838810 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
3 Benzene, 1,2,3,4-tetramethyl- 134 CleH14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 93
Abundance Scan 1941 (12.920 min): VX044059.D\data.ms (-1932) (- m/z 119.05 100.00%
119.1
5000
91.1
39.0 650 135.1 13.00
OF bbb WP TITE hyz 134,05 44.31%
miz--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 /\\ T T ‘ T \J\\ T
13.00
390 m/z 91.10 17.90%
" 65.0 91"0 135.0
0 \H‘\‘\ — “\ e “1“\ \ \““ R \M P
m/z--> 20 40 60 80 100 120 140
Abundance
119.0
13.00
5000 m/z 120.10 9.93%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- ‘ ‘J‘\ ‘
m/z 77.10 9.50%
L | | o Ll L ‘ 1l H“ ‘\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX120224\
Data File : VX044059.D

Acqg On : 02 Dec 2024 12:35
Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.170  20.33 ug/1 279982 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
4 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
5 Benzene, l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
Abundance Scan 1982 (13.170 min): VX044059.D\data.ms (-1978) (-  m/z 117.05 100.00%
117.1
5000
132.1 A
—— —
39.0 63.0 13.00 13.50
ol ‘HU‘NJ““‘ sl m/z 132.05  35.36%
miz-> 20 40 60 100 120 140
Abundance #16149: Benzene, 2—etheny|—1,4—d|methy|—
117.0
132.0
5000 P Ay
91.0 13.00 13.50
0y
510 m/z 115.05 28.43%
270 | ‘
0 w“‘” ‘JH\HH‘\\‘l\MW\\\“\NJ\‘
m/z--> 20 40 80 100 120 140
Abundance
117.0
13.00 13.50
5000 m/z 131.05 15.65%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z-->
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
m/z 91.10 11.44%
[ R | “ Jt
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘
m/z-->
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Library Search Compound Report

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120224\
: VX044059.D

: 02 Dec 2024 12:35

: JC/MD

: P5021-01

: 5.0mL/MSVOA_X/WATER

: 9 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number

9 Benzene, 2-butenyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.286 47.97 ug/1 660581 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1leH12 000874-35-1 70
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 70
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1leH12 002039-89-6 70
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64

Abundance Scan 2001 (13.286 min): VX044059.D\data.ms (-1998) (- m/z 117.10 100.00%
117.1
5000
910 1 41 J\‘ T T ‘ T
51.0 ‘ H 13.00 13.50
ob b e A0 L 1623 o 19 10 45.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 . aﬂkﬂf :
13.00 13.50
m/z 132.05 34.38%
39.0 65.0 91.0
O 1340
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0
1300 1350
5000 m/z 115.10 %
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z-->
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
m/z 91.05 21.28%
L | L H‘ ‘H \‘\ M‘ \m ‘H‘\ A\MM
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX120224\
Data File : VX044059.D

Acqg On : 02 Dec 2024 12:35

Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 Naphthalene, 1-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.780 19.86 ug/1 273513 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# 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 C1l1H1ie 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 59

Abundance Scan 2246 (14.780 min): VX044059.D\data.ms (-2240) (- m/z 142.05 100.00%
14p.1
5000 115.1 K
T ‘ ‘
39.0 6%.0 89.0 Ul 158.0 14.50 15.00
O e L T m/z 141.05 90.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 T K T
115.0 14.50 15.00
m/z 115.10 39.68%
300 530 890 I
T e B o
m/z--> 20 40 60 80 100 120 140 160
Abundance
142.0
M T T T
14.50 15.00
5000 m/z 143.05 11.12%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z-->
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- VN Bty e
m/z 139.05 10.84%
| I i J . I ‘
\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120224\
Data File : VX044059.D

Acq On : 02 Dec 2024 12:35
Operator : JC/MD

Sample : P5021-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.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|
Butane, 2,2,3,3... 6.238 33.3 wug/l 436355 2 6.757 655138 50.0
Pentane, 2,3,4-... 7.976 19.6 ug/l 256886 2 6.757 655138 50.0
Pentane, 2,3,3-... 8.104 33.1 ug/l 433341 2 6.757 655138 50.0
Benzene, 1-ethe... 12.243 123.0 ug/l 1694000 4 12.024 688524 50.0
Benzene, 4-ethy... 12.609 94.5 wug/l 1301540 4 12.024 688524 50.0
1H-Indene, 2,3-... 12.695 38.7 wug/l 532767 4 12.024 688524 50.0
Benzene, 1,2,3,... 12.920 60.9 ug/l 838810 4 12.024 688524 50.0
Benzene, 2-ethe... 13.170 20.3 ug/l 279982 4 12.024 688524 50.0
Benzene, 2-bute... 13.286 48.0 ug/l 660581 4 12.024 688524 50.0
Naphthalene, 1-... 14.780 19.9 wug/l 273513 4 12.024 688524 50.0
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