LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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@21581.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.464 732 744 757 rBV 46947 133909 11.29% 1.612%
2 5.629 762 772 783 rVvV2 67417 190303 16.05% 2.291%
3 6.029 830 840 852 rBV 51564 135370 11.42% 1.629%
4 6.829 966 976 989 rBV 118244 276206 23.29%  3.324%
5 8.694 1287 1293 1310 rVB 247169 392056 33.06% 4.719%
6 10.094 1525 1531 1540 rBV 274205 371454 31.32% 4.471%
7 10.235 1548 1555 1560 rBV 14641 20983 1.77% 0.253%
8 10.341 1561 1573 1579 rBV 77126 119752 10.10% 1.441%
9 10.624 1608 1621 1628 rBV6 9603 25354 2.14% 0.305%
10 10.818 1644 1654 1659 rVB2 19782 32803 2.77% 0.395%
11 10.894 1659 1667 1672 rBV2 18465 31727 2.68% 382%

12 11.000 1680 1685 1690 rBV 145451 186239 15.71%
13 11.118 1700 1705 1710 rBV 228562 305869 25.79%
14 11.165 1710 1713 1717 rVB2 10625 14051 1.18%
15 11.259 1725 1729 1734 rVB3 16053 23432 1.98%
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16 11.341 1738 1743 1751 rBV 299582 362679 30.58%
17 11.418 1751 1756 1762 rVV 148109 184003 15.52%
18 11.489 1762 1768 1777 rVB 231100 289474 24.41%
19 11.653 1791 1796 1804 rVB3 23280 35084  2.96%
20 11.753 1808 1813 1815 rVV 36319 47300  3.99%
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21 11.789 1815 1819 1830 rVB 983967 1185824 100.00% 14.273%

22 11.900 1830 1838 1840 rBV 48275 68994 5.82% 0.830%
23 11.930 1840 1843 1848 rVV 109363 132738 11.19%  1.598%
24 12.006 1848 1856 1860 rVwV 47429 67779 5.72% ©.816%
25 12.059 1860 1865 1871 rVV 315733 386308 32.58% 4.650%

26 12.124 1871 1876 1882 rVV 392332 460517 38.84%
27 12.218 1886 1892 1898 rVB 45864 60496 5.10%
28 12.283 1898 1903 1911 rBV 361147 510732 43.07%
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29 12.353 1911 1915 1924 rVB2 139338 261404 22.04% 146%
30 12.442 1924 1930 1937 rBV 73694 91497  7.72% 101%
31 12.571 1946 1952 1954 rBV 59853 83788 7.07% 1.008%
32 12.595 1954 1956 1959 rVwV 59773 59814 5.04% 0.720%
33 12.653 1959 1966 1969 rVWV 274476 343572 28.97% 4.135%
34 12.683 1969 1971 1976 rW 85509 96615 8.15% 1.163%
35 12.742 1976 1981 1988 rVvVv3 188968 332568 28.05% 4.003%

36 12.883 1999 2005 2010 rVB2 52851 81976 6.91% ©.987%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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 149146 203939 17.20% 2.455%
38 13.001 2022 2025 2032 rVB2 69985 84089 7.09% 1.012%
39 13.065 2032 2036 2042 rBV3 22270 34874 2.94% 0.420%
40 13.136 2042 2048 2051 rBV 18853 24991 2.11% 0.301%
41 13.177 2051 2055 2057 rBV2 23988 26560 2.24% 0.320%
42 13.206 2057 2060 2064 rVB 25072 27829 2.35% 0.335%
43 13.295 2070 2075 2076 rBV2 12506 16071 1.36% 0.193%
44 13.324 2076 2080 2087 rVB2 258088 362650 30.58% 4.365%
45 13.459 2100 2103 2108 rVB 17231 21950 1.85% 0.264%
46 13.583 2120 2124 2127 rW 12141 16949 1.43% 0.204%
47 13.624 2127 2131 2135 rVvv2 23235 35619 3.00% 0.429%
48 13.677 2135 2140 2142 rVV2 12529 22869 1.93% 0.275%
49 13.701 2142 2144 2151 rVB2 18987 27165 2.29% 0.327%
Sum of corrected areas: 8308225
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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: VX021581.D\data.ms
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Time--> .20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX021581.D\data.ms
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Abundance TIC: VX021581.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.418 23.82 ug/l 184003 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1756 (11.418 min): VX021581.D\data.ms (-1751) (- m/z 105.00 100.00%
105.0
5000
|
91.0
390 630 77‘0 ‘ 11.50
Olrrprereprerrrrredprreetie bbbt m/z 1200100 29.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 A ‘/\‘/\/\\ i
120.0
m/z 90. 95 13 94%
77.0 91.0
OH‘\\H‘\2\6\‘\‘\H\“\\Hi‘\\\\6‘:\3‘\‘9\‘\H‘H‘HH“HH‘\‘\1\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 JK
1150
5000 m/z 76.95 13.43%
120.0
77.0 91.0
ol 80, M0 . 030
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0 11.50
m/z 106.00 .88%
5000
120.0
77.0 91.0
o250 . 30 080 T e A ML
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.124 59.60 ug/l 460517 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 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1876 (12.124 min): VX021581.D\data.ms (-1871) (- m/z 104.95 100.00%
105.0
5000 120.1 J\
AN hen
39.0 630 10 9L0 12.00 12.50
Olrpreeeprrreprreiee i el el il m/z 126,10 39.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 e
120.0 12.00 12.50
m/z 77.00 13.65%
0 77.0 91.0
O \\’J\-\S\\O’H\“\’H\\“‘\\\\N\‘\\\‘H‘H‘\H‘\“HH“H\\‘\‘\1\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9410: Benzene, 1,2,4-trimethyl- J\
105.0
NN
12. 00 12. 50
5000 120.0 m/z 91.00 10.75%
28.0 77.0 910
51.0 .
O N PR T SOV N
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0 12.00 12.50
m/z 119.10 9.14%
5000
120.0
77.0 91.0
70 040 [0 LU
0 : s AU

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 : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 66.10 ug/l 510732 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 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
Abundance Scan 1903 (12.283 min): VX021581.D\data.ms (-1898) (-~ m/z 116.95 100.00%
11y.0
5000
550 134.1
390 630 ‘ 12.00 12.50
Ol ML myz 118,65 52.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
11y7.0
5000 R — ]l
12.00 12.50
39.0 63.0 m/z 105.00  45.42%
OH‘l\\s\\o‘\\\‘\‘H\H‘HHH}H‘\“EH\\‘\MH‘HH“}H\‘1‘\\\‘H!\“HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8983: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0
U A G P
12.00 12.50
5000 m/z 119.00 45.08%
91.0
39.0 63.0
7 NP VY W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8964: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 115.00 36.82%
5000
91.0
O 20 i b 40
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 : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 9
R.T. EstConc Area Relative to ISTD R.T.
12.442 11.84 ug/l 91497 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 98
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
4 o-Cymene 134 C10H14 000527-84-4 68
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 68

Abundance Scan 1930 (12.442 min): VX021581.D\data.ms (-1924) (- m/z 105.10 100.00%
105.1

5000 134.1 /\
77.0 (SEL ]‘MA‘ :

51.0 ‘ | H 1250
el AL L L nyz 119,10 84.65%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14837: Benzene, 1,2-diethyl-
105.0

5000 134.0

o

12.50
77.0 m/z 134.05  45.29%
O H‘J-HSHO‘\H‘\“HH"‘\\H“EZ\R\\\‘\H‘H‘HH"U\H‘\‘\!\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14841: Benzene, 1,4-diethyl-
119.0
12.50
5000 134.0 m/z 90.95 37.59%
91.0
41.0 65.0
TN i i O 0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14843: Benzene, 1,3-diethyl-
119.0 12.50
m/z 117.00  20.96%
5000 134.0
270 519 91.0
SR O T TR0 R T
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 : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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, 4-ethyl-1,2-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.653 44.47 ug/l 343572  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 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 1966 (12.653 min): VX021581.D\data.ms (-1959) (- 119.05 100.00%
119.1
5000
134.1
91.0
39.0 65.0 12.50 13.00
) U O N ANSEON TN VSO 1 SUON 11 SO MO 134.05  29.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 12.50 13.00
134.0
91.0 91.00  17.80%
65.0 ‘
O\\‘l\\5\\0‘\\H‘\ﬁ\g‘\()\\\i‘\‘\\\‘HH‘\H‘“‘\H\‘\H\‘\H‘\\‘H‘\‘\l\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
12.50 13.00
5000 m/z 119.95 9.90%
91.0 134.0
39.0 650 ‘
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 j\ﬂ A
Abundance #14811: o-Cymene A ‘ ‘}\‘ e
119.0 12.50 13.00

m/z 76.95 9.74%

5000
134.0
41.0 910
65.0
0 ol A f\ vAlVS

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\VX032921\
Data File : VX@21581.D

Acqg On : 29 Mar 2021 16:49

Operator JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 1-Phenyl-1-butene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.683 12.50 ug/l 96615 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 94
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 91
4 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 91
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 91

Abundance Scan 1971 (12.683 min): VX021581.D\data.ms (-1969) (-
117.1

m/z 117.05 100.00%

5000
91.0 - IV
38.9 63.0 ‘ 133.0 12.50 13.00
Ol el b e Wl myz 132,05 43.70%
miz--> 20 40 60 80 100 120 140
Abundance #14034: 1-Phenyl-1-butene
11y.0
5000 et Ao
910 12.50 13.00
' m/z 115.00 33.70%
70, %0 g || g
0 \\\‘\‘\‘\\“\\‘1”\"”\\”1‘\\‘1\‘HU‘\\\‘\‘“\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #14067: Benzene, (2-methyl-2-propenyl)-
117.0
\/\‘ T T ‘ T
12.50 13.00
91.0 .
5000 ITI/Z 91.00 19.11%
39.0 65.0
133.0
ol 20 u““ “‘:w “1“ il !“ : ﬁ“‘ -
miz-> 20 40 60 80 100 120 140 I
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- B =
117.0 12.50 13.00
m/z 131.00 13.95%
5000
91.0
51.0 1%3.0 J
ol 20 4 50 — WL
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 : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.742 43.04 ug/l 332568 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 87
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
4 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
Abundance Scan 1981 (12.742 min): VX021581.D\data.ms (-1976) (-~ m/z 117.00 100.00%
117.0
5000 NJAA¥A
132.0
91.0 SIS 2o
510 ., ‘ 12.50 13.00
Ol ety el 2881 w2 115,00 37.30%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14031: Indan, 1-methyl-
11y7.0
5000 12.50 13.00
132.0 : -
910 m/z 119.10  34.25%
39.0 65.0 {
O\‘H\‘\’HH“\H\i‘\‘\\‘\‘\‘}‘H‘H\‘\‘HH“H\\’\\H‘Hl\‘\H}“‘\‘H\‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14048: Benzene, 2-butenyl-
117.0
132.0 /1250 13.00 .
m/z 132.00  29.67%
5000 91.0
39.0 65.0 ‘
o"H“u,"H“uH‘;‘m‘w‘H“"H“1"‘m‘m",Mm"‘11_H‘U‘“Mwww
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 /Jﬂ
Abundance #14034: 1-Phenyl-1-butene s i =t
117.0 12.50 13.00
m/z 90.95 22.09%
5000 132.0
91.0
51.0
021?760, ‘AW ‘ i
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 12.50 13.00

82X032421W.M Wed Mar 31 18:22:20 2021

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.959 26.40 ug/l 203939 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 CloH14 076089-59-3 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
Abundance Scan 2018 (12.959 min): VX021581.D\data.ms (-2010) (-  m/z 119.10 100.00%
119.1
5000
91.0
O e el e SIS myz 134005 45.18%
miz-> 20 40 60 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 ‘A‘ T
13.00
91.0 m/z 91.00 19.19%
65.0
O \1\5\0’\‘\ T \“‘\ \‘\ T “1‘\ T \" T \‘\ T “\‘\ \Hl\\].\?"c)\ T
miz--> 20 60 80 100 120 140
Abundance #14869. Benzene, 1,2,3,4-tetramethyl-
119.0
1300
5000 m/z 120.00 10.11%
0 91.0 135.0
oldso . BP0 L L Y
miz--> 20 40 60 80 100 120 140 j\
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- Apon,
119.0 13.00
m/z 133.05 9.45%
5000
91.0
e el
0 | H bl Lu m H“ | R :

m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 9 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.001 10.88 ug/l 84089 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0OH14 076089-59-3 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 93
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93

Abundance Scan 2025 (13.001 min): VX021581.D\data.ms (-2022) (- m/z 119.05 100.00%
118.1

5000 ?
91.0
389 650 ‘ 1351 13.00
OF i b AT myz 134005 44.13%
miz--> 20 40 60 80 100 120 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 AJ\ = \
13.00
39.0 010 m/z 91.00 16.88%
" 65.0 { 1%50
0 \\\‘\‘\ \\“\\““\“1“\ T \‘H‘\\\\“i‘\\wl \\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
T \
13.00
5000 ITI/Z 133.05 13.71%
91.0
410 g5 135.0
o U | S VS PR IR VIRNIYY e it
miz--> 20 40 60 80 100 120 140 JM M
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- IR R ‘
119.0 13.00
m/z 76.95 10.15%
5000
91.0
39.0 65.0 135.0
0 }SQ\H\\w\\u\ﬁﬁ\\W‘H\\‘WH\WW\\ﬁ\‘\\\\ o
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 o-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.324 46.94 ug/l 362650 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 81
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 81
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 81
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 76
5 p-Cymene 134 C10H14 000P99-87-6 76

Abundance Scan 2080 (13.324 min): VX021581.D\data.ms (-2076) (- m/z 119.05 100.00%

119.1
5000
91.0

390  65.0 ‘ || 132 13.00 13.50
00— [ R “‘ T \““ ™ ‘1“\ \”\‘H‘ Tt “‘U T \H" Tt m/Z 134.00 39.52%
miz--> 0 20 40 60 80 100 120 140
Abundance #14806: 0o-Cymene
110.0
A
5000 91.0 13.00 13.50

m/z 117.05  32.49%

39.0 65.0 3‘
0 o “1‘5‘0“\”“‘\‘ ‘\‘H’\“‘ H‘H‘ \H‘\“H\\“l\\l\?.‘o\
miz--> 0 20 80 100 120 140
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119.0

1300 13.50
150 | 39‘0 65.0 91\'0 135.0
0 “H‘“‘H"\"\‘\"\‘\\‘H“HH‘\}‘\H\}\“’H‘H“‘
m/z--> 0 20 40 60 80 100 120 140
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth I
119.0 1300 1350

m/z 115.00  15.04%

5000
91.0
410 65.0 135.0
0 | w ‘ A

m/z--> 0 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 : VX021581.D

Acqg On : 29 Mar 2021 16:49
Operator : JC/MD

Sample : M1785-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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, 1l-ethy... 11.418 23.8 ug/l 184003 4 12.059 386308 50.0
Benzene, 1,2,3-... 12.124 59.6 ug/l 460517 4 12.059 386308 50.0
Benzene, 1-ethe... 12.283 66.1 ug/l 510732 4 12.059 386308 50.0
Benzene, 1,2-di... 12.442 11.8 ug/l 91497 4 12.059 386308 50.0
Benzene, 4-ethy... 12.653 44.5 ug/l 343572 4 12.059 386308 50.0
1-Phenyl-1-butene 12.683 12.5 wug/l 96615 4 12.059 386308 50.0
Indan, 1-methyl- 12.742 43.0 ug/l 332568 4 12.059 386308 50.0
Benzene, 1,2,4,... 12.959  26.4 ug/l 203939 4 12.059 386308 50.0
Benzene, 1,2,3,... 13.001 10.9 ug/l 84089 4 12.059 386308 50.0
o-Cymene 13.324 46.9 ug/l 362650 4 12.059 386308 50.0
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