LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

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\82X032421W.M

Title : SW846 8260

Signal : TIC: VX@21571.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.464 732 744 761 rBV2 44621 128488 18.53%  2.385%
2 5.629 761 772 786 rVB 66622 186216 26.85% 3.457%
3 6.029 830 840 857 rBV 49351 131520 18.97%  2.442%
4 6.829 965 976 987 rBV 113210 265005 38.21% 4.920%
5 8.694 1286 1293 1310 rVB 236999 366090 52.79% 6.796%
6 10.094 1525 1531 1540 rBV 256251 345118 49.77% 6.407%
7 10.235 1548 1555 1559 rVB 10155 15637 2.25%  0.290%
8 10.341 1563 1573 1579 rBV3 18531 39138 5.64% 0.727%
9 10.494 1592 1599 1604 rVB2 5179 7738 1.12% 0.144%
10 10.630 1608 1622 1629 rBV5 12072 33892 4.89% 0.629%
11 10.794 1639 1650 1651 rBV4 6452 10097 1.46% 0.187%
12 10.818 1651 1654 1659 rVB 21423 26615 3.84% 0.494%
13 10.894 1659 1667 1671 rBV3 18273 29260 4.22% 0.543%
14 11.000 1680 1685 1690 rBV 211622 265037 38.22%  4.920%
15 11.118 1700 1705 1710 rBV 213641 274659 39.61% 5.099%
16 11.165 1710 1713 1717 rVB2 12959 16665 2.40% 0.309%
17 11.259 1721 1729 1733 rBV5 15872 29635 4.27% 0.550%
18 11.341 1738 1743 1752 rBV 345520 420901 60.69% 7.814%
19 11.436 1754 1759 1763 rBV2 24714 34664 5.00% 0.644%
20 11.659 1791 1797 1804 rVB5 12708 23705 3.42% 0.440%
21 11.753 1804 1813 1815 rBV 34899 46857 6.76% 870%
22 11.789 1815 1819 1825 rVV 582082 693485 100.00% 12.874%
23 11.900 1829 1838 1840 rBV 51307 69523 10.03%

24 11.930 1840 1843 1848 rVB 91528 110264 15.90%
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25 12.059 1860 1865 1871 rBV 267569 322603 46.52% 989%
26 12.124 1871 1876 1881 rVB 46259 56673 8.17% 1.052%
27 12.218 1886 1892 1897 rVB 45646 57930 8.35% 1.075%
28 12.283 1897 1903 1968 rBV 331532 400716 57.78% 7.439%
29 12.353 1909 1915 1916 rBV 42248 54272 7.83% 1.008%
30 12.442 1924 1930 1937 rBV 47832 60972  8.79% 1.132%
31 12.571 1947 1952 1954 rBV 22209 31207 4.50% ©0.579%
32 12.595 1954 1956 1960 rVvVv 21381 21683 3.13% 0.403%
33 12.653 1960 1966 1969 rVV 155968 194209 28.00% 3.605%
34 12.683 1969 1971 1976 rW 43780 51490  7.42% 0.956%
35 12.742 1976 1981 1988 rVB3 118474 199733 28.80% 3.708%

36 12.877 1996 2004 2009 rVB2 26201 39197 5.65%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

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\82X032421W.M
Title : SW846 8260
37 12.959 2010 2018 2022 rBV 69404 92337 13.31% 1.714%
38 13.001 2022 2025 2031 rVB 26507 33124 4.78% ©.615%
39 13.065 2031 2036 2043 rVB3 8126 12383 1.79% 0.230%
40 13.130 2043 2047 2051 rBV 6244 8745 1.26% 0.162%
41 13.177 2051 2055 2057 rBvV2 7744 9332 1.35% 0.173%
42 13.206 2057 2060 2063 rVB 7238 7987 1.15% 0.148%
43 13.324 2075 2080 2087 rVB2 72148 103588 14.94% 1.923%
44 13.459 2099 2103 2107 rVB 13343 17325 2.50% 0.322%
45 13.624 2126 2131 2135 rVB4 5270 7567 1.09% 0.140%
46 13.701 2142 2144 2155 rVB5 3784 7003 1.01% 0.130%
47 13.812 2155 2163 2169 rVB 18040 26278 3.79% 0.488%
Sum of corrected areas: 5386563
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX021571.D\data.ms

500000

400000

300000

200000

100000

546052°  6.020
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Abundance TIC: VX021571.D\data.ms

500000

400000
11.341

300000

8.694 10.094
11.000118

200000

6.829

100000

O%ﬁéme 8 11168 436
0O——"T— — — — — ‘ —— A ‘ ‘
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Abundance TIC: VX021571.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.124 8.78 ug/l 56673 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 1876 (12.124 min): VX021571.D\data.ms (-1871) (- m/z 105.00 100.00%
105.0
5000 120.1
[N PN
39.0 630 0 910 12.00 12.50
Obreprerprrrredprefimtinr el i m/z 120,10 41.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 T
120.0 12.00 12.50
m/z 76.95 13.03%
77.0 91.0
15.0 0830 U
O\\’\H\’\\\“1’1\H"\\\\"1‘1\1‘11‘1\‘HH‘H\\‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0 A
Loonihos
120.0 12.00 12:50
5000 m/z 91.00 12.77%
77.0 91.0
o150 380310640 | "7 | n
R B e R L RARARSEEEE e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9427: Benzene, 1-ethyl-2-methyl- ‘ ‘A‘ ‘
105.0 12.00 12.50
m/z 106.00 9.57%
5000
120.0
77.0 91.0
510
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 o0-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.218 8.98 ug/l 57930 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 p-Cymene 134 C10H14 000099-87-6 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
Abundance Scan 1892 (12.218 min): VX021571.D\data.ms (-1886) (- m/z 119.10 100.00%
119.1
5000
510 Jaa
— e
38.9 65.0 ‘ ‘ 12.00 12.50
Ot e M 2989 7 134,05 31.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14806: 0o-Cymene
119.0
5000 L /J\ ‘ ‘A‘/\‘A\m
91.0 12.00 12.50
m/z 91.00 28.08%
39.0 65.0 ‘
O \1\5\‘0\‘\\\“‘\\“\\““\‘\\\‘\\w‘\““\\‘\H\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14808: p-Cymene
119.0
12.00 12.50
5000 m/z 117.00 15.85%
91.0
39.0 650 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14907: Benzene, 1- methyl3(l|ﬂethWethyD A ‘f\ e ‘”A
119. 12.00 12.50
m/z 115.10 11.36%
5000
91.0
390 65.0 ‘
o280 el b L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1-ethenyl-4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.283 62.11 ug/l 400716 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-methyl- 118 C9H10 000622-97-9 86
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
Abundance Scan 1903 (12.283 min): VX021571.D\data.ms (-1897) (- m/z 117.00 100.00%
117.0
5000 M]\
91.0 (¢ ol
390 630 ‘ 134.1 12.00 12.50
O berreerprrreperesii el ML myz 118,10 se.5e%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
11y7.0
5000 — ——
12.00 12.50
39.0 63.0 m/z 114.95 35.04%
O\\‘l\\5\\0‘\\\‘\‘H\H‘H\\H}\\‘\“1‘\‘\\‘\MH‘\H\“1\\\‘1‘\\\‘H!\“HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8971: Benzene, 1-ethenyl-2-methyl-
117.0
12.00 12.50
5000 m/z 119.10 34.19%
91.0
390 630
ouﬁﬁﬂuﬁwuku‘wuuw“wmﬁw‘Hmuuhwuwmu‘wuwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 \ A‘ Jk
Abundance #8964: Benzene, cyclopropyl- — \AwA‘ T
117.0 12.00 12.50
m/z 105.00 30.67%
5000
91.0
51.0 ‘ ‘
0‘wH‘WEZRHJMHqhuuMh?ﬁ?wuﬁluwﬁu‘uhwu‘_HW‘u A~‘ A hnn
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\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1,2-diethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.442 9.45 ug/1 60972 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 98
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
3 Benzene, 1,3-diethyl- 134 C1leH14 000141-93-5 87
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 74
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 68
Abundance Scan 1930 (12.442 min): VX021571. D\data ms (-1924) (-  m/z 105.00 100.00%
05.0
5000 134.1
77.0
% ok
Oberpererprr ool ol b myz 119.10 82.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14837: Benzene, 1,2-diethyl-
105.0
5000 134.0 AAJ\/\ ! J\
12.50
77.0 m/z 134.05 46.43%
O \\‘J-HSHO‘H\‘\“H\\"‘\\H“EZ\R\H‘\H‘H‘H\\"U\H‘\‘\!\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14838: Benzene, 1,4-diethyl-
110.0 A j\
L MR UL
12.50
5000 134.0 m/z 91.00  38.50%
91.0
41.0
LU RO N Y D O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A /\
Abundance #14843: Benzene, 1,3-diethyl- L AU
119.0 12.50
m/z 117.00  22.96%
5000 134.0
270 519 91.0 M\K
SN O "X T A WY |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.653 30.10 ug/l 194209 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94
5 p-Cymene 134 C10H14 000099-87-6 94

Abundance Scan 1966 (12.653 min): VX021571.D\data.ms (-1960) (- m/z 119.10 100.00%
119.1
5000
134.1
91.0
390 650 ‘ 12.50 13.00
O b el L sz 134005 31.30%
miz--> 20 40 60 80 100 120 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 A \/\\f\‘ /v\\ \j\\ T T T
134.0 12.50 13.00
m/z 91.00 17.63%
150 3¥0 459 U
O\\\‘\‘\‘\\\““\\“”\“\“\\\‘H‘\\\\’u‘\\m‘l\\\”\’\
miz--> 20 40 60 80 100 120 140
Abundance #14811: o-Cymene
119.0
[NV
12.50 13.00
5000 m/z 105.00 10.02%
134.0
91.0
41.0 65.0
0Lt JH““‘W‘J“JW‘ \w\,W\\‘Wl\\\H,
miz--> 20 40 60 80 100 120 140 j\ J\ i
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- . A, P
119.0 12.50 13.00
m/z 120.10 9.97%
5000
91.0 134.0
90 850 || Maa sl
ob- 280 T el b bl L M AW
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\VX032921\
Data File : VX@21571.D

Acqg On : 29 Mar 2021 12:55

Operator JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (E)-1-Phenyl-1-butene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.683  7.98 ug/l 51490  1,4-Dichlorobenzene-d4  12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 clenz 001005-64-7 94

2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 94
3 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 93
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1OH12 002039-89-6 92
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 91

Abundance Scan 1971 (12.683 min): VX021571.D\data.ms (-1969) (-
11y.1

m/z 117.05 100.00%

5000 M\Jk
5 =
389 650 91‘ 0 1330 12.50 13.00
om‘HH“Hm“\“H“_Jw‘u”! R m/z 132.00  47.62%
miz--> 20 40 60 8 100 120 140
Abundance #14051: (E)-1-Phenyl-1-butene
117.0
5000 T T T /\\ f T
91.0 12.50 13.00
510 m/z 115.00 37.87%
28.0 '
O\\\‘\“\\“\\‘}‘\“H +p ‘}\“‘1\\!“\]‘-}‘\‘3\.()‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117.0
12.50 13.00
5000 m/z 131.05 16.70%
39.0 650 ‘ 13?3.0
0 | Ly H‘ \ \ , M H AL
‘“““‘““““““““““““““‘
miz--> 20 100 120 140 MA f
Abundance #14041: 2,4—D|methy|styrene Ly A
117.0 12.50 13.00
m/z 91.00 14.61%
5000
91.0
39.0
‘ 63.0
15.0 ‘ 1%3.0
A Bl w\w\t\‘ A dg BOEe o U WL
m/z--> 20 40 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.742 30.96 ug/l 199733 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 81
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 81
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 74

Abundance Scan 1981 (12.742 min): VX021571.D\data.ms (-1976) (- m/z 117.00 100.00%
117.0

5000 MJK
91.0

SN, WD
509 g ‘ 1#4.1 12.50 13.00
L3Rl el myz 119.10 38.04%

“ “M L |
obv bl
m/z--> 20 40 60 80 100 120 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0

12.50 13.00
m/z 114.95 35.25%

91.0
270 | 20 a0 | | 1330
O\\\‘\‘\.\\“\\“\\’W\\.\“\\‘\\‘Hi‘\\1‘\}“\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #14034: 1-Phenyl-1-butene
117.0

12.50 13.00
5000 ITI/Z 132.00 26.70%
91.0
27.0 51"0 74.0 ‘ 133.0
o o T OO - TN WO NS
miz-> 20 40 60 80 100 120 140
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- — I\ — =i
117.0 12.50 13.00
m/z 90.95 21.42%
5000
91.0
51.0 1%3.0
P N N S s N g 11V WY
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\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.877 6.08 ug/l 39197 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 96
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 94
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
4 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 90
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
Abundance Scan 2004 (12.877 min): VX021571.D\data.ms (-1996) (-~ m/z 131.00 100.00%
131.0
5000 AAAA
91.0 115.0 146.1 LA —— /\J\N\j\
38.9 64.8 ‘ ‘ 12.50 13.00
o‘_"w_uhwwhw‘Hu"mHMw!HmHH m/z 91.e0 20.13%
m/z--> 20 40 60 80 100 120 140
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 J
1250 1300
o 146.0 m/z 114.95 17.29%
39.0 64.0 91.0 . ‘
0\2‘4\.0\\ \“‘\ \“i‘\ ‘W'\‘\ \“ T \‘\ T “\‘\ T 1 T \‘U‘! ™ i“\ T
m/z--> 20 40 60 80 100 120 140
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0 J\
J\T \ \ PN
12.50 13.00
5000 m/z 146.05 14.01%
91.0
115.0 146.0
270 | 5]LO M 750 \M ‘
e T e B e B T
m/z--> 20 40 60 80 100 120 140 /\ | /\ I
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- e ek
131.0 12.50 13.00
m/z 116.00 12.18%
5000
91.0 146.0
390 eup ‘ 115.0 ‘ N\ J\ J\
ol “‘u VPR Y “!u A Al ‘/\‘A Al
m/z--> 20 60 80 100 120 140 12.50 13.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX@21571.D

Acqg On : 29 Mar 2021 12:55

Operator : JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1,2,3,4-tetramethyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.950 14.31 ug/l 92337  1,4-Dichlorobenzene-d4  12.859
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 clemia 000488-23-3 97

2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 CloH14 076089-59-3 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95

Abundance Scan 2018 (12.959 min): VX021571.D\data.ms (-2010) (-

m/z 119.10 100.00%

119.1
5000 ﬂ J\A J&
91.0 T T T T T T T T
38.9 65.0 13.00
Ot b WL 11490 2068 /7 134,05 45.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0 j\’\
5000 /\/\\ \j\\ T T T A T
13.00
m/z 91.00 17.86%
91.0
15.0 39.0 5.0 ‘
O \\‘\‘\‘\\\“‘\\“w\“i‘\\\H‘\\\\‘w\\w‘l\\\“f‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
Ny
e
13.00
5000 ITI/Z 120.10 9.74%
37.0 65.0 91.0
0‘“_LHJ‘W‘NM‘M‘W‘NMNM‘HM‘H‘W‘H“H‘W“H
miz--> 20 40 60 80 100 120 140 160 180 200 j\ J\/\ /\
Abundance #14872: Benzene, 1,2,4,5-tetramethyl- /\ N ‘
119.0 13.00
m/z 133.05 9.74%
5000
390 91.0 NﬂA
: 65.0
oltzo 100 L b LS AN
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.324 16.06 ug/l 103588 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 70
2 p-Cymene 134 C1eH14 000099-87-6 70
3 o-Cymene 134 CleH14 000527-84-4 70
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 70
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64

Abundance Scan 2080 (13.324 min): VX021571.D\data.ms (-2075) (- m/z 119.05 100.00%
119.1
5000 134.0
91.0 LN por—
390 650 ‘ | 13.00 13.50
0k ““““‘N‘HWu‘Mu‘uM“uw W“‘”““m‘ m/z 117.00  43.59%
miz-> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 Q‘Aod J\ e
91.0 134.0 13. 13:5 o
: m/z 134.00 40.91%
65.0 ‘
04 \1\5\-0‘ T \3\9“‘0\ \“\‘\ “i‘\ T \‘H‘ T “H“\ \Ml T T
miz-> 20 40 60 80 100 120 140
Abundance #14809: p-Cymene
119.0
- ——
13.00 13.50
5000 m/z 91.00 21.96%
91.0 134.0
41.0 65.0
Y . T Y PR PR PR 1 S A
miz--> 20 40 60 80 100 120 140
Abundance #14810: o-Cymene ‘/\ e
119.0 13.00 13.50
m/z 115.05 16.83%
5000
134.0
39.0 9L.0
15.0 ' 65.0 ‘
L e Y PV NSO N ol AL
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021571.D

Acqg On : 29 Mar 2021 12:55
Operator : JC/MD

Sample : M1785-10 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1,2,3-... 12.124 8.8 ug/l 56673 4 12.059 322603 50.0
o-Cymene 12.218 9.0 ug/l 57930 4 12.059 322603 50.0
Benzene, 1-ethe... 12.283 62.1 wug/l 400716 4 12.059 322603 50.0
Benzene, 1,2-di... 12.442 9.4 ug/l 60972 4 12.059 322603 50.0
Benzene, 2-ethy... 12.653 30.1 wug/l 194209 4 12.059 322603 50.0
(E)-1-Phenyl-1-... 12.683 8.0 ug/l 51490 4 12.059 322603 50.0
Benzene, 1-ethe... 12.742 31.0 ug/l 199733 4 12.059 322603 50.0
1H-Indene, 2,3-... 12.877 6.1 ug/l 39197 4 12.059 322603 50.0
Benzene, 1,2,3,... 12.959 14.3 ug/l 92337 4 12.059 322603 50.0
Benzene, 4-ethy... 13.324 16.1 wug/l 103588 4 12.059 322603 50.0
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