LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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\82X111721W.M

Title : SW846 8260

Signal : TIC: VX@25438.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.246 22 26 44 rBV 114967 246751 45.01% 4.078%
2 1.746 104 108 117 rVB2 8695 14133 2.58% 0.234%
3 1.953 138 142 153 rVB3 6586 10907 1.99% ©0.180%
4 2.776 270 277 281 rBV4 2544 5578 1.02% 0.092%
5 2.825 281 285 289 rvv2 3730 7334 1.34% 0.121%
6 3.117 324 333 343 rVB2 10957 26852 4.90%  0.444%
7 4.215 504 513 521 rBVS 3039 9394 1.71% ©@.155%
8 4.366 521 528 538 rVB3 3532 10031 1.83% 0.166%
9 5.391 694 706 718 rBV 64212 186930 34.10% 3.090%
10 5.556 723 733 742 rBV 102399 296401 54.06% 4.899%
11 5.843 772 780 788 rVB6 2071 6511 1.19% ©0.108%
12 5.958 788 799 811 rBV 65820 176379 32.17% 2.915%
13 6.251 840 847 856 rVB4 4742 13912 2.54% 0.230%
14 6.361 856 865 874 rVB3 5879 15888 2.90% 0.263%
15 6.763 920 931 940 rBV 166385 399731 72.91% 6.607%
16 6.842 941 944 955 rvVB4 6513 15576 2.84% 0.257%
17 7.092 974 985 993 rBV4 3227 11434 2.09% 0.189%
18 7.373 1021 1031 1041 rBV4 9518 28154 5.14% 0.465%
19 7.501 1046 1052 1057 rBV4 2828 5852 1.07% 0.097%
20 7.988 1124 1132 1141 rVB2 7090 17042 3.11% 0.282%
21 8.110 1145 1152 1161 rBV2 15112 33938 6.19% 0.561%
22 8.202 1161 1167 1174 rVB7 4635 11198 2.04% 0.185%
23 8.312 1178 1185 1194 rBV5 4381 10540 1.92% 0.174%
24  8.507 1208 1217 1228 rVB9 3340 8658 1.58% 0.143%
25 8.610 1228 1234 1235 rBV2 4132 6036 1.10% 0.100%
26 8.653 1235 1241 1249 rVB 351172 548241 100.00% 9.061%
27  8.927 1279 1286 1291 rBV 13516 22116 4.03% 0.366%
28 9.104 1307 1315 1320 rBVS 7062 14220 2.59% 0.235%
29 9.165 1320 1325 1334 rVB 34584 54656 9.97% 0.903%
30 9.433 1363 1369 1371 rBV 7753 11981 2.19% 0.198%
31 9.464 1371 1374 1377 rW 8159 12277 2.24% 0.203%
32 9.500 1377 1380 1387 rVB4 9712 16676 3.04% 0.276%
33 9.604 1393 1397 1402 rVB 10093 13632 2.49% 0.225%
34 9.763 1417 1423 1429 rBV3 7658 13227 2.41% 0.219%
35 10.055 1462 1471 1476 rBV 358082 467781 85.32% 7.732%
36 10.195 1491 1494 1503 rVB 14487 20997 3.83% 0.347%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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\82X111721W.M
Title : SW846 8260
37 10.305 1503 1512 1518 rVB 27414 43160 7.87% ©0.713%
38 10.586 1551 1558 1564 rBvV3 3226 6338 1.16% 0.105%
39 10.781 1580 1590 1592 rBV5 3325 6223 1.14% 0.103%
40 10.964 1616 1620 1628 rBV3 5727 10249 1.87% 0.169%
41 11.085 1635 1640 1655 rVB 272921 364765 66.53% 6.029%
42 11.305 1673 1676 1682 rVB 17747 22965 4.19% 0.380%
43 11.384 1684 1689 1690 rVV 6350 7827 1.43% 0.129%
44 11.402 1690 1692 1696 rVv2 7564 9298 1.70% ©.154%
45 11.451 1696 1700 1706 rVB3 4032 6745 1.23% 0.111%
46 11.616 1722 1727 1735 rVB 10290 13516 2.47% 0.223%
47 11.756 1745 1750 1756 rVB 24601 30252 5.52% 0.500%
48 11.866 1763 1768 1770 rBV 22936 29049 5.30% 0.480%
49 11.890 1770 1772 1779 rVB 21109 26999 4.92% 0.446%
50 12.024 1789 1794 1800 rBV 363894 441862 80.60% 7.303%
51 12.091 1801 1805 1811 rVB 6391 8229 1.50% 0.136%
52 12.250 1825 1831 1837 rBV 168458 211328 38.55% 3.493%
53 12.317 1837 1842 1852 rVB2 72249 134308 24.50% 2.220%
54 12.408 1852 1857 1861 rBV 22933 28412 5.18% 0.470%
55 12.463 1861 1866 1872 rVB 53121 62649 11.43% 1.035%
56 12.530 1872 1877 1885 rBV 21933 34736 6.34% 0.574%
57 12.616 1885 1891 1894 rBV 72625 88535 16.15% 1.463%
58 12.646 1894 1896 1901 rVB 36333 40468 7.38% 0.669%
59 12.701 1901 1905 1912 rBV 86850 117889 21.50% 1.948%
60 12.847 1923 1929 1933 rVB2 16042 22648 4.13% 0.374%
61 12.927 1934 1942 1945 rBV 192209 241769 44.10%  3.996%
62 12.963 1945 1948 1954 rVB 67373 79609 14.52% 1.316%
63 13.024 1954 1958 1965 rBvV2 34823 56408 10.29% 0.932%
64 13.140 1967 1977 1980 rBV3 31513 55218 10.07% 0.913%
65 13.170 1980 1982 1984 rBV 7343 5780 1.05% 0.096%
66 13.195 1984 1986 1992 rVB2 14131 20662 3.77% 0.342%
67 13.256 1992 1996 1999 rBV2 19052 28821 5.26% 0.476%
68 13.292 1999 2002 2007 rVB2 61217 76007 13.86% 1.256%
69 13.372 2007 2015 2021 rVB2 33162 57947 10.57% 0.958%
70 13.427 2021 2024 2032 rVB3 9101 12047 2.20% 0.199%
71 13.506 2032 2037 2040 rBV3 14435 23118 4.22% 0.382%
72 13.548 2040 2044 2047 rBV 84244 113870 20.77% 1.882%
73 13.585 2047 2050 2055 rVB3 86224 115696 21.10%  1.912%
74 13.664 2060 2063 2070 rVV2 104998 168540 30.74% 2.786%
75 13.756 2074 2078 2079 rBV 4758 5696 1.04% 0.094%
76 13.780 2079 2082 2091 rVV3 12977 27374 4.99% 0.452%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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\82X111721W.M
Title : SW846 8260
77 13.853 2091 2094 2099 rVB 11542 15693 2.86% 0.259%
78 13.926 2099 2106 2110 rBV3 35422 54177 9.88% 0.895%
79 13.975 2110 2114 2117 rW 27432 34980 6.38% 0.578%
80 14.006 2117 2119 2123 rVB2 5656 6281 1.15% 0.104%
81 14.079 2126 2131 2136 rBV 73677 88560 16.15% 1.464%
82 14.213 2149 2153 2163 rBV 51148 81263 14.82% 1.343%
83 14.323 2168 2171 2176 rVWV 21454 28523 5.20% 0.471%
84 14.378 2176 2180 2184 rVB 40316 50991 9.30% 0.843%
85 14.420 2184 2187 2192 rVB2 4722 5541 1.01% 0.092%
86 14.487 2192 2198 2202 rBV2 11611 17564 3.20% 0.290%
87 14.615 2214 2219 2220 rBV2 4937 5780 1.05% 0.096%
88 14.640 2220 2223 2227 rW 9731 15113 2.76% 0.250%
89 14.786 2242 2247 2250 rBV2 12413 17825 3.25% 0.295%
Sum of corrected areas: 6050267
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M4917-08
: 5.0mL/MSVOA_X/WATER
. 24

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\

: VX025438.D
: 02 Dec 2021 19:04

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.246  41.62 ug/l 246751  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 26 (1.246 min): VX025438.D\data.ms (-22) (-) m/z 63.95 100.00%

64.0
5000 L
T
1.20 140 1.60
A m/z 48.00  48.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L L L B
1.20 140 1.60
m/z 66.00 4.79%
32‘.0
| , |
\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
T
1.20 140 1.60
5000 m/z 50.00 2.37%
17.0
N O N S
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- L B e
64.0 1.20 140 1.60
m/z 64.90 0.82%
5000
44,
16.0
! ‘ ‘ 93.0 1150 143.0 169.0 A

m/z--> 200 40 60 80 100 120 140 160 120 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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, 1,2-diethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.250  23.91 ug/1 211328 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 93
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
4 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 86
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 83

Abundance Scan 1831 (12.250 min): VX025438.D\data.ms (-1825) (- m/z 105.10 100.00%
105

05.1
5000 134.1
L Al
391 577 ‘ H 12.00 12.50
\\‘\H\‘\H\‘H\\“‘\\Hi‘{‘\\‘\‘.’iwu‘\HH‘\H\‘HH\‘}‘H\‘H}\luu’u‘u‘\u m/Z 119.10 98.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0 —a— WA
910 12.00 12.50
' m/z 134.05 47.26%
39.0 65.0
\\‘].\\5\.\0‘\\\‘\“\\\\“‘\\Hi‘“\\‘\’\‘\‘\\‘\H‘H‘H\\“”H\‘\‘H\‘\\M‘}l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17030: Benzene, 1,3-diethyl- j\
105.0
USNEINLAVITIVN
134.0 12.00 12.50
5000 m/z 117.10 36.69%
77.0
27.0 1.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17031: Benzene, 1,4-diethyl- e B e e R
119.0 12.00 12.50
m/z 91.10 27.71%
5000 134.0
91.0
41.0 65.0 M
SN vl O RS N PO L OOV LA VLY VL
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\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.616 10.02 ug/l 88535 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 1891 (12.616 min): VX025438.D\data.ms (-1885) (- m/z 119.10 100.00%
119.1
5000
134.1
91.1
391 65.1 ‘ | I 12.50 13.00
e e b e m/z 134,05 30.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 J\/\ /z\AoA S
910 134.0 12.5 13.
: m/z 91.10 16.68%
65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
12.50 13.00
5000 m/z 120.10 10.43%
91.0 134.0
39.0 65.0 ‘
HﬁaﬂumwuJﬁHﬂmuﬂﬁwuMhuqmuuwm_Mwuuwmwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A A Aﬂ
Abundance #16997: 0-Cymene ‘ “ﬂM ‘ N
119.0 12.50 13.00
m/z 105.10 10.07%
5000
134.0
91.0
e, e N ‘
L [T i 1 I L L
et e e e e e P R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.701 13.34 ug/l 117889 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
Abundance Scan 1905 (12.701 min): VX025438.D\data.ms (-1901) (-  m/z 117.10 100.00%
1171
5000
132.0
91.0
391 63.1 ‘ J 12.50 13.00
H‘H\\‘\H\‘\\H“\\Hi‘\\\‘\‘\W\\‘\H‘\‘\\H“HH‘}‘\H’HH‘\H“\“\‘\H‘H m/z 115.06 39.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
11y7.0
s ppftloa i
132.0 . :
910 m/z 132.00 27.67%
3%0 | 65.0 '
| Loyl | I | min
H‘H\\‘\H\‘\\H‘\\H‘HH‘\H\‘\\H‘\\H‘HH‘HH’HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 N\
— Perfy
12.50 13.00
5000 132.0 m/z 91.05 12.29%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0 12.50 13.00
m/z 118.10 10.18%
5000 132.0
91.0 /\
51.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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, 1,2,3,4-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.927  27.36 ug/l 241769 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1942 (12.927 min): VX025438.D\data.ms (-1934) (- m/z 119.10 100.00%

119.1
5000
91.0

390  65.1 | | 1351 1300
0t by e ML I myz 134,05 49.27%
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 /\/\A T T ‘ T T ’/\\\ T
13.00

m/z 91.05 15.38%

91.0
150 | 3?\0 L 6°.0 L ‘ L, 1%
‘“‘““““\““““"“"M“"““““
m/z--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 j\

13.00
5000 m/z 120.10 10.01%
91.0
ET O P e
miz--> 20 40 60 80 100 120 140 A A
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- NI : ‘/\m LA
119.0 13.00

m/z 133.05 8.69%

5000
39.0 65.0 9L.0 1350 f& /\AA AﬂJ«
| ‘\ b ‘ ] \ M N

miz--> 20 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 7

R.T. EstConc Area Relative to ISTD R.T.
13.548 12.89 ug/l 113870  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 95
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91

Abundance Scan 2044 (13.548 min): VX025438.D\data.ms (-2040) (- m/z 131.05 100.00%

131.1
5000
115.0 13.50
390 641 ||| 1472 ' .
\\\\‘\\\\“\\‘\\“”\\\‘\\\\‘\\\\‘\‘\‘\\‘\\\\ m/z 146.05 25.594
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 /\/\\ \/\\ T M

13.50
m/z 115.00 17.02%
‘ 1470

| [, L R o | L L
T T ‘ T ‘ T ‘ T ‘ L ‘ L ‘ L ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0 J\M

13.50
5000 91.0 m/z 129.05 14.27%

115.0
v o | s
L 1L m | | I il

NP S S S RS O 1| “““‘
miz--> 20 40 60 80 100 120 140 /V\
Abundance #25010: Benzene, (3-methyl-2-butenyl) AKA ‘ ‘/\AJVk
131.0 1350
m/z 128.05 11.62%

91.0
5000
39.0
650 115.0
150 H \M\ \‘\\ Hm\ i \\H H\ \“\‘ lm\\7.0 J\r’\M e ‘j\/\‘x

m/z--> 60 80 100 120 140 13.50

82X111721W.M Mon Dec 06 18:29:55 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Benzene, (3-methyl-2-butenyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.585 13.09 ug/l 115696 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 70
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 55
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 55

Abundance Scan 2050 (13.585 min): VX025438.D\data.ms (-2047) (- m/z 131.05 100.00%
131.1
5000
91.1 148.2
39.0 64.9 ‘ 13.50
H\\‘\\\\“‘\\“\‘\“\H\‘\‘\‘H’\\‘i\"‘{h.\lwzwug’\ \’\“\‘\\i\\ m/Z 133.05 83.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000
13.50
39.0 5.0 m/z 146.05  35.62%
15.0 ‘ '
T \‘\ T \“U‘\ \‘i“\ \\LJ\ “‘1“1 \”1“’ T \‘1 T ’d'plwleh?\ \8\0\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 f\A M
T \/\\ ‘ T T T ‘
13.50
5000 ITI/Z 115.10 26.85%
91.0
390 64,0 Ai
S N U g ‘ 1130 ||| 1480
miz--> 20 40 60 80 100 120 140 160 /M\
Abundance #25013: Benzene, (2-methyl-1-butenyl)- P I
131.0 13.50
m/z 148.15 24.94%
5000 91.0
65.0
N T ,n% 480 &m UL,
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.664 19.07 ug/l 168540 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 90
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
Abundance Scan 2063 (13.664 min): VX025438.D\data.ms (-2060) (-  m/z 131.05 100.00%
131.1
5000
91.0 ‘ 13.50 14.00
eI S ‘1‘1%1-% A loe22 ) 46,65 27.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 Aap J\M ‘
13.50 14.00
91.0 m/z 115.00 17.76%
51.0 ‘ |
\\\\‘\\\\‘\\‘\‘\‘m\\\“‘\\‘}\“U\\!“\‘U‘!\‘\H\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 K
S T
13.50 14.00
5000 m/z 132.05 12.14%
91.0
39.0 630 ‘
80 i L L
miz--> 20 40 60 80 100 120 140 160 K
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- A A -
131.0 13.50 14.00
m/z 91.00 12.12%
5000
91.0 L
39.0
64.0
\\\\‘J\H‘H\%\‘W\HH\\L\M}%%?\%!\}MQ\‘\\\ PR Vo
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX@25438.D

Acqg On : 02 Dec 2021 19:04

Operator JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
. SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.213 9.20 ug/l 81263 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet...

2 1H-Indene, 2,3-dihydro-4,6-dimet..

146 C11H14

. 146 C1l1H14

006682-71-9 91
001685-82-1 91

3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 83

Abundance Scan 2153 (14.213 min): VX025438.D\data.ms (-2149) (- m/z 131.05 100.00%
1

311
5000
14.00 14.50
39.1 4 160.1
m‘_m_m_uﬁ_”w&‘uz M‘_‘m;m m/z 146.05  29.25%
mlz--> 20 40 60 80 100 120 140 160
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 M e ]\ -
14.00 14.50
m/z 145.05 19.88%
27.0 51.0 .
\\\\‘\‘\\\“\\“\‘\“7\17\(\]“\\\\‘\1\\#‘1 \‘M\‘\“\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
e NU\M J\«M
ek e
14.00 14.50
5000 ITI/Z 114.95 19.39%
39.0 91.0
63.0
L A = .3 I
miz--> 20 40 60 80 100 120 140 160 A
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- T ; A‘“ —
131.0 14.00 14.50
m/z 128.00 15.00%
5000
0 630 ‘
HH“‘M““H“N"”‘HMHH“}HJ‘ M“HH“H
m/z--> 20 40 60 80 100 120 140 160 1400 1450
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025438.D

Acqg On : 02 Dec 2021 19:04
Operator : JC/MD

Sample : M4917-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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|
Sulfur dioxide 1.246 41.6 ug/l 246751 1 5.562 296401 50.0
Benzene, 1,2-di... 12.250 23.9 ug/l 211328 4 12.024 441862 50.0
Benzene, 4-ethy... 12.616 10.0 ug/l 88535 4 12.024 441862 50.0
Indan, 1-methyl- 12.701 13.3 ug/l 117889 4 12.024 441862 50.0
Benzene, 1,2,3,... 12.927 27.4 ug/l 241769 4 12.024 441862 50.0
Benzene, (2-met... 13.548 12.9 ug/l 113870 4 12.024 441862 50.0
Benzene, (3-met... 13.585 13.1 wug/l 115696 4 12.024 441862 50.0
2,2-Dimethylind... 13.664 19.1 ug/l 168540 4 12.024 441862 50.0
1H-Indene, 2,3-... 14.213 9.2 ug/l 81263 4 12.024 441862 50.0
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