LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 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\82X112222W.M

Title : SW846 8260

Signal : TIC: VX@33055.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.374 40 47 53 rw 297664 346924 3.16% 0.350%
2 1.752 103 109 122 rVB 468102 614378 5.59% 0.620%
3 1.965 138 144 156 rVB2 220533 458762 4.18% ©0.463%
4 2.069 156 161 169 rVW 226635 327059 2.98% 0.330%
5 2.166 169 177 181 rVW 141573 212625 1.94% 0.214%
6 2.215 181 185 196 rVB 346659 533994 4.86% ©.539%
7 2.752 259 273 281 rBV2 173349 442170 4.03% 0.446%
8 2.867 287 292 303 rVB2 221922 520981 4.74%  0.525%
9 2.989 303 312 324 rVWV 100041 378362 3.45% 0.382%
16 3.111 324 332 350 rVB2 156006 382545 3.48% 0.386%
11  3.733 428 434 444 rVB3 117422 298679 2.72% 0.301%
12 3.837 444 451 457 rBV 67964 165893 1.51% 0.167%
13 3.904 457 462 472 rBV2 42704 110570 1.01% 0.112%
14 4.105 486 495 506 rBV2 78664 204707 1.86%  0.206%
15 4.306 517 528 539 rVW 284127 806831 7.35% 0.814%
16 5.196 663 674 687 rVB 80025 249344  2.27%  0.251%
17 5.391 692 706 712 rVWV 71464 222889 2.03% 0.225%
18 5.477 712 720 726 rVW 127452 409006 3.72% ©0.413%
19 5.550 726 732 763 rVB 145636 559925 5.10% 0.565%
20 5.958 790 799 803 rBV 70354 178960 1.63% 0.181%
21 6.044 803 813 826 rVB 4069130 10619689 96.69% 10.711%
22 6.202 826 839 844 rBV3 86432 278192 2.53% 0.281%
23  6.367 857 866 876 rVB3 35253 113411 1.03% 0.114%
24 6.763 923 931 938 rBV 225654 560216 5.10% ©.565%
25 6.842 941 944 953 rVB4 66579 170205 1.55% 0.172%
26 7.171 990 998 1008 rvVvB2 55324 128870 1.17% 0.130%
27 7.379 1018 1032 1045 rBV5 153196 409150 3.73% 0.413%
28 8.141 1153 1157 1163 rVB 151829 252586 2.30% ©.255%
29 8.507 1210 1217 1227 rVB 119055 212213 1.93% 0.214%
30 8.647 1234 1240 1246 rVB 344397 534909 4.87% 0.540%
31 8.720 1246 1252 1259 rVB 649941 981241 8.93% ©.990%
32 9.458 1364 1373 1377 rBV3 60488 116429 1.06% 0.117%
33 10.055 1461 1471 1476 rBV 484665 657882 5.99% 0.664%
34 10.195 1488 1494 1500 rBV 8040563 10423466 94.91% 10.513%
35 10.305 1506 1512 1518 rVB 8328564 10982910 100.00% 11.078%
36 10.646 1562 1568 1578 rVB 5126831 6787765 61.80% 6.846%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 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\82X112222W.M
Title : SW846 8260
37 10.963 1614 1620 1626 rBV 660172 810846 7.38% 0.818%
38 11.079 1634 1639 1645 rBV 327374 415188 3.78% ©0.419%
39 11.305 1668 1676 1683 rBvV 1689210 1975845 17.99% 1.993%
40 11.378 1683 1688 1690 rVV 1452712 2006755 18.27% 2.024%
41 11.402 1690 1692 1696 rVV 1862746 1884119 17.16% 1.900%
42 11.451 1696 1700 1706 rVB 1556094 1826793 16.63% 1.843%
43 11.616 1721 1727 1736 rBV 2038654 2574999 23.45% 2.597%
44 11.756 1744 1750 1755 rVB 7578162 9159834 83.40% 9.239%
45 11.969 1779 1785 1789 rBV 90911 117629 1.07% 0.119%
46 12.024 1789 1794 1798 rVV2 570432 758913 6.91% 0.765%
47 12.085 1798 1804 1809 rVB 2483588 3125571 28.46% 3.152%
48 12.244 1824 1830 1838 rBV 3516536 4556529 41.49%  4.596%
49 12.317 1838 1842 1850 rVB3 599067 883572 8.04% 0.891%
50 12.408 1852 1857 1862 rBV2 260178 361854 3.29% 0.365%
51 12.463 1862 1866 1872 rVB 239627 291795 2.66%  0.294%
52 12.530 1872 1877 1879 rBV 454005 543086 4.94% 0.548%
53 12.555 1879 1881 1886 rVB 343446 362122 3.30% 0.365%
54 12.616 1886 1891 1894 rBV 892666 1123399 10.23% 1.133%
55 12.646 1894 1896 1900 rVB 217067 218537 1.99% 0.220%
56 12.701 1900 1905 1913 rBV2 671172 955395 8.70% 0.964%
57 12.847 1924 1929 1934 rVB2 224099 286399 2.61% 0.289%
58 12.920 1934 1941 1945 rBV 572912 699930 6.37% 0.706%
59 12.963 1945 1948 1954 rVB 660262 749928 6.83% 0.756%
60 13.170 1978 1982 1987 rVB 625152 721499 6.57% 0.728%
61 13.292 1997 2002 2007 rVB2 1429834 1834420 16.70% 1.850%
62 13.420 2018 2023 2032 rVB 409744 521735 4.75% 0.526%
63 13.542 2040 2043 2046 rBV 126057 146895 1.34%  0.148%
64 13.585 2046 2050 2055 rVB3 133028 203800 1.86% 0.206%
65 13.664 2060 2063 2069 rVB2 151952 236346  2.15% 0.238%
66 13.774 2073 2081 2090 rBV 2893233 3676138 33.47% 3.708%
67 13.865 2090 2096 2100 rBV2 86959 145461 1.32% 0.147%
68 13.926 2100 2106 2110 rBV2 97124 131114 1.19% 0.132%
69 14.073 2126 2130 2134 rBV 110817 144807 1.32% 0.146%
70 14.225 2149 2155 2160 rBV2 145789 296494 2.70% 0.299%
71 14.481 2192 2197 2202 rBV2 102429 145204 1.32%  0.146%
72 14.634 2210 2222 2233 rBV 1366356 1851103 16.85% 1.867%
73 14.780 2241 2246 2255 rBV 1057243 1329127 12.10% 1.341%
74 15.207 2306 2316 2320 rBV2 59909 121168 1.10% 0.122%
75 15.371 2335 2343 2347 rBV 69891 114173 1.04% 0.115%
76 15.475 2353 2360 2365 rBV 195788 304133 2.77% 0.307%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 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\82X112222W.M
Title : SW846 8260

77 15.615 2373 2383 2386 rBV 273109 438991 4.00% 0.443%
78 15.652 2386 2389 2395 rVB 167458 234427  2.13% ©0.236%
79 15.835 2409 2419 2437 rVB 76428 206260 1.88% ©0.208%

Sum of corrected areas: 99146071
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX@33055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
Quant Title : SW846 8260

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

Abundance TIC: VX033055.D\data.ms
8000000

7000000
6000000

5000000

6.044
4000000

3000000
2000000

1000000
1. 752
1.374 1. 935),@%&5 2.78867980111 3.7833044.105*306 51965868750 5.958(6.202

\‘ﬁ_v“v_v—rv_ﬁ\‘fr‘r\‘\u\‘\ \\\r\\\\/‘\\\/\\\‘j_mffﬁ_ﬁ/\\\‘\ﬁr\\\—r\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\m\\
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Abundance TIC: VX033055.D\data.ms
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Abundance TIC: VX033055.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX@33055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Cyclopentane, methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.306 72.05 ug/l 806831 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 56
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 53
Abundance Scan 528 (4.306 min): VX033055.D\data.ms (-517) (-) m/z 56.10 100.00%
56.1
41.0
5000 69.0
‘ ‘ ‘ 84.1 4.00 4.20 4.40 4.60
0L el L mz 41.e5  55.e0%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L LA B B R
4.00 4.20 4.40 4.60
m/z 69.05 45.31%
28.0 M ‘ 84.0
0 \\\‘\\\\‘J\-ﬁ\.?‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1i\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0
41.0 4.00 4.20 4.40 4.60
5000 m/z 55.10 27.21%
27.0
69.0
oz 80 M e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 4.00 4.20 4.40 4.60
210 m/z 39.10  26.74%
5000
42.0
‘ ‘ ‘ 84.0
0 \H‘H\\‘\\H‘mmul‘}‘\‘uw‘;‘\‘HH‘HH‘HH‘\H R Lam s e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX@33055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.378 132.21 ug/1 2006760 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1688 (11.378 min): VX033055.D\data.ms (-1683) (- m/z 105.05 100.00%
105.1
5000
120.1 A/\ j\
/\‘ T T T ‘ T T
77.0 91.0
290 631 070 11.00 11.50
O RULREUR LU EE RN RRRE S eV RSERIINT IRURRE m/z 120.10 31.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 — /\f\/\‘ A
120.0 11.00 11.50
m/z 91.05 12.70%
77.0 91.0
39.0 63.0 | |
O\\‘HH.‘\\\‘\‘H\\“‘\\H“H\\“\‘\‘H‘H\}“\H\‘}\\\‘\‘}1\‘H‘\‘\“‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 AA
— w AL
11.00 11.50
5000 m/z 77.05 12.01%
120.0
39.0 77.0 91.0
0brr 280 L 20 il
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /NA A
Abundance #10717: Benzene, 1,2,4-trimethyl- A} ‘ e
105.0 11.00 11.50
m/z 106.10 9.05%
120.0
5000
27.0 51.0 77.0 910 /\/\ A
0‘wH‘WHJwH‘wm‘qhummhwuﬂmu‘wh‘wﬂlwuwhh‘wu‘ A LA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX@33055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.616 169.65 ug/1 2575000 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1727 (11.616 min): VX033055.D\data.ms (-1721) (- m/z 105.10 100.00%
105.1
5000
120.1 /\/\ j\ j\
e —
77.0 911
30.1 63.1 “ ‘ I 11.50 12.00
Ottt e e e e e m/z 120.10  30.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\/U\‘ /\ S L M j\
120.0 11.50 12.00
m/z 91.10 12.03%
39.0 77.0 91.0
OH‘\2\6\)-\0‘\\\\"‘\\Hi‘{‘ui?ﬁ\.‘(\)\‘H\‘H’\\H“{\H‘\‘\1\‘\\‘\\"‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 J\
wo A A
11.50 12.00
5000 m/z 77.05 11.64%
120.0
79.0
39.0 650 || 990
o) RS 1A SN | S R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10695: Mesitylene
105.0 11.50 12.00
m/z 79.10 8.98%
120.0
5000
39.0 77.0 91.0
0H"H’euH‘,M"q‘m‘1?%"‘9"m‘1‘,"‘“‘1‘H“‘\!“mh‘,‘mwu
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX@33055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.085 205.92 ug/l 3125570 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1804 (12.085 min): VX033055.D\data.ms (-1798) (- m/z 105.10 100.00%
105.1
5000 120.1 j\ j\
‘ —
391 31 0t 91‘-1 12.00
Oberprerrrrerrpreedpereetirep e el e b i, m/z 120,10 41.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 1200 A : j\ :
12.00
770 m/z 77.10 12.85%
51.0 ™~ 91.0
O \\’\\H‘\2\\7\.9\\\“\\\\i‘}‘\\}“Gﬂ‘.\q‘\H‘U‘HH“HH‘\M1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 12.00
5000 m/z 91.10 10.47%
39.0 77.0 91.0
Ol 280 i dierirtior ol el
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 9.66%
5000 120.0
28.0 77.0 91.0
O N OO N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX@33055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Benzene, 2-propenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244 300.20 ug/l 4556530 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 87
2 Indane 118 CO9H10 000496-11-7 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Deltacyclene 118 C9H1e 007785-10-6 64
5 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 59
Abundance Scan 1830 (12.244 min): VX033055.D\data.ms (-1824) (- m/z 117.10 100.00%
11y.1
5000
ot ; 12.00 125(;\/\
39.0 63.1 : :
134.2
o‘WwmwmJ‘W;M"\‘:‘w;mewﬂ“‘mm_‘H_WWH m/z 118.10  55.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-
117.0
5000 —r —
91.0 12.00 12.50
39.0 65.0 m/z 115.10 33.76%
OH‘H\\‘H\\‘H\1“‘\\\\MM\1‘}‘i‘\\‘\HH‘\H\‘i}H\H‘H\‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
12.00 12.50
5000 m/z 91.10 17.66%
390 630 o0
i N P PSS | HESS.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 119.05 11.27%
5000 91.0
51.0
PN . e A I | AN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX@33055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 o-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.616 74.01 ug/l 1123400 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 o-Cymene 134 CleH14 000527-84-4 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
Abundance Scan 1891 (12.616 min): VX033055.D\data.ms (-1886) (- m/z 119.10 100.00%
119.1
5000 h |
91.1
39.0 65.0 ‘ 12.50 13.00
Ol bt et UL 8L 7 13415 30. 04%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000
12.50 13.00
91.0 l m/z 91.10 16.61%
41.0 65.0
0 | \\1\5\.0‘\‘\ T \"‘\ 4 \”“\‘\ T \‘”‘ T ‘W\ \‘\w T \1\‘\6.‘0\ T
miz--> 0O 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50 13.00
5000 m/z 120.10 9.69%
91.0
39.0 65.0 ‘
M X YN T 1 N
m/z--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 12.50 13.00
m/z 105.10 8.94%
5000
39.0 91.0
0 ‘,‘Eﬁg‘ﬂ"M"W‘?%P‘M“L“W“W}‘4H§R‘
m/z--> 0 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\VX112322\
Data File : VX@33055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
Quant Title : SW846 8260

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

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

Peak Number 7 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.701 62.95 ug/l 955395 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 86
4 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 83
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 83
Abundance Scan 1905 (12.701 min): VX033055.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000
91.0
39.1 63.1 I 1%‘3_2 12.50 13.00
Obv oy e el SR m/z 115.10  32.52%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11v.0
5000
12.50 13.00
91.0 m/z 132.05  28.05%
51.0 1
Ot ‘2\7‘\‘0\ T “ T \“V \‘,‘1‘ \7\4“‘.19‘ T \“\ T ‘H“\ T H‘ T }“\‘3\0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
—— =
12.50 13.00
5000 m/z 91.05 14 .44%
91.0
20 w0 M| o
P | Mk
miz--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 12.50 13.00
m/z 118.10 10.12%
5000
91.0
ol 20 e L e
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX@33055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.292 120.86 ug/l 1834420 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 Cl1eH12 000874-35-1 87
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1eH12 000768-00-3 87
5 Benzene, (2-methyl-1-propenyl)- 132 Cl1eH12 000768-49-0 87
Abundance Scan 2002 (13.292 min): VX033055.D\data.ms (-1997) (- m/z 117.10 100.00%
117.1
5000
132.0
91.1
Obrprrrrreereedierre s e e bl m/z 132.00 35.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000 UL j\\ ‘
1320 13.00 13.50
o 910 m/z 119.10  33.83%
OH‘HH‘%Z\‘?\\\“\\\\i‘f‘\H’\w\\?ﬂ.\ﬁ)‘\\\\“‘\\\\‘M‘H‘HH‘\HM‘\‘\H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
= ]
13.00 13.50
5000 132.0 m/z 115.10 29.05%
390 g509 910 ‘
0\\‘u\\%4\19‘\\\1“\\\\}‘1‘\\\,1‘“\\,\\\‘1‘\\\w‘\\\\‘Mu\‘HH‘M‘WM‘W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0 13.00 13.50
m/z 131.00 18.01%
5000
91.0 132.0
390 g50 ‘
0"‘H"‘H“W‘H“""{‘J‘H‘,“1“‘,"1‘1“"‘“‘1H“M“HH‘MM“MH‘W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX@33055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Benzocycloheptatriene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.634 121.96 ug/1 1851100 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1-methyl- 142 Cl11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 Cl11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 Cl1Hie 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 Cl11H1e 002471-83-2 64

Abundance Scan 2222 (14.634 min): VX033055.D\data.ms (-2210) (- m/z 142.05 100.00%

142.1
5000
115.1

63.0 14 50 15 00
39.0 89.1
O oot ol M 1802 s 141 05 86.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000
115.0 14 50 15 00

115.10  36.86%

O ‘ T \3\9‘(\) \H\ \‘6‘?\ (\)“\H\ ‘\83 \O\ ‘ T ‘ TTT \‘i ‘\ L ‘ T T ‘ T

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22150: Naphthalene, 2-methyl-
142.0

14.50 15.00
5000 m/z 143.00 11.46%
115.0
51.0 ‘7]‘.0 89.0 ‘ ‘
Ot et e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22141: Benzocycloheptatriene
141.0 14 50 15 00
115.0 m/z 139.05 11.25%
5000
63.0 89.0
m/z--> 20 40 60 80 100 120 140 160 180 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX@33055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.780  87.57 ug/l 1329130 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 2-methyl- 142 Cl11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 Cl11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 Cl11H1e 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 64
Abundance Scan 2246 (14.780 min): VX033055 D\data.ms (-2241) (- m/z 142.05 100.00%
2.1
5000 1151 k
63.0 891 14 50 15 00
39.1
Ol 1721 2072 41 65 96, 62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 j i T
115.0 14.50 15. 00
m/z 115.05 %
ol 500 9 920 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
14.50 15. 00
m/z 143.20 .94%
5000 115.0
39.0 029 890 I
Ot el e Wl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- e —
141.0 14.50 15.00
m/z 139.05 11.47%
5000 115.0
39.0 630 ggg ‘
o‘HH‘mup‘mmum_mwuwmwmwHH,HH —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112322\
Data File : VX033055.D

Acqg On : 24 Nov 2022 11:25
Operator : JC/MD

Sample : N5747-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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|
Cyclopentane, m... 4.306 72.0 ug/l 806831 1 5.556 559925 50.0
Benzene, 1l-ethy... 11.378 132.2 ug/l 2006760 4 12.024 758913 50.0
Benzene, 1l-ethy... 11.616 169.7 ug/l 2575000 4 12.024 758913 50.0
Benzene, 1,2,3-... 12.085 205.9 wug/l 3125570 4 12.024 758913 50.0
Benzene, 2-prop... 12.244 300.2 ug/l 4556530 4 12.024 758913 50.0
o-Cymene 12.616 74.0 ug/l 1123400 4 12.024 758913 50.0
Benzene, 1l-ethe... 12.701 63.0 wug/l 955395 4 12.024 758913 50.0
Benzene, 1-ethe... 13.292 120.9 wug/l 1834420 4 12.024 758913 50.0
Benzocyclohepta... 14.634 122.0 ug/l 1851100 4 12.024 758913 50.0
1,4-Methanonaph... 14.780 87.6 wug/l 1329130 4 12.024 758913 50.0
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