LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X062321W.M

Title : SW846 8260

Signal : TIC: VX@23006.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.313 24 37 55 rBV2 76629 570717 4.09% 0.834%
2 3.105 321 331 345 rVB 71441 162460 1.16% 0.238%
3  4.312 520 529 540 rVB 74748 215326  1.54% 0.315%
4 5.397 693 707 714 rBV 46299 141629 1.01% 0.207%
5 5.501 714 724 729 rBV5 48467 187580 1.34% 0.274%
6 5.629 739 745 764 rVB2 102481 330254 2.37% 0.483%
7 5.830 767 778 791 rBV3 83266 252501 1.81% 0.369%
8 5.964 791 800 806 rVW2 56970 154270 1.11% 0.226%
9 6.044 806 813 824 rVvV 255094 680941 4.88% 0.996%
10 6.172 824 834 842 rVW5 64341 301230 2.16%  0.440%
11 6.257 842 848 858 rVWVW2 147727 447453 3.21% 0.654%
12 6.769 923 932 939 rBV 128054 328601 2.35% 0.480%
13 6.854 940 946 957 rVB3 55965 167281 1.20%  0.245%
14 7.379 1020 1032 1045 rBv4 122009 350108 2.51% ©.512%
15 7.988 1122 1132 1144 rVB2 95857 249096 1.78% 0.364%
16 8.110 1144 1152 1162 rBV2 134188 350135 2.51% 0.512%
17 8.513 1212 1218 1226 rVB5 94897 218008 1.56% 0.319%
18 8.610 1226 1234 1236 rBvV2 93752 171730 1.23% 0.251%
19 8.653 1236 1241 1247 rVB 280011 467758 3.35% 0.684%
20 8.726 1247 1253 1258 rBV 245581 409137 2.93% 0.598%
21  9.104 1309 1315 1321 rVB 86518 146671 1.05% 0.214%
22 9.165 1321 1325 1330 rBV 105724 148355 1.06% 0.217%
23 10.055 1467 1471 1476 rBV 241103 327676 2.35% 0.479%
24 10.201 1489 1495 1505 rBV 9082160 12017569 86.09% 17.569%
25 10.305 1509 1512 1518 rVB 116828 169448 1.21% 0.248%
26 10.646 1563 1568 1573 rVB 220609 280677 2.01% 0.410%
27 10.963 1615 1620 1628 rBV 549654 705134 5.05% 1.031%
28 11.085 1635 1640 1644 rBV 205240 258369 1.85% 0.378%
29 11.305 1666 1676 1682 rBV 1096268 1390298 9.96% 2.033%
30 11.616 1722 1727 1736 rVB 2251305 2736127 19.60% 4.000%

31 11.762 1745 1751 1756 rVB 11064211 13959871 100.00% 20.409%
32 12.024 1789 1794 1798 rBV2 273064 377715 2.71% ©.552%
33 12.091 1801 1805 1809 rVB 188995 220690 1.58% ©.323%
34 12.250 1825 1831 1837 rBV 7532204 9195622 65.87% 13.444%
35 12.311 1837 1841 1850 rVB2 509388 777718 5.57% 1.137%

36 12.414 1852 1858 1863 rBV 1220998 1538334 11.02% 2.249%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X062321W.M
Title : SW846 8260
37 12.469 1863 1867 1873 rVB2 313226 440878 3.16% 0.645%
38 12.536 1873 1878 1880 rBV 778312 1029363 7.37% 1.505%
39 12.555 1880 1881 1886 rVB 467426 460569 3.30% 0.673%
40 12.616 1886 1891 1894 rBV 1137005 1335075 9.56%  1.952%
41 12.646 1894 1896 1900 rVV 351356 399846 2.86% 0.585%
42 12.701 1900 1905 1913 rVV 1398520 1874849 13.43% 2.741%
43 12.926 1933 1942 1945 rBV 1059318 1286702 9.22% 1.881%
44 12.963 1945 1948 1954 rVV 1311497 1643538 11.77%  2.403%
45 13.024 1954 1958 1967 rVB2 152507 246991 1.77% 0.361%
46 13.170 1978 1982 1987 rVB 1159640 1355837 9.71% 1.982%
47 13.256 1992 1996 1998 rBV2 124954 167241 1.20%  0.245%
48 13.292 1998 2002 2007 rVV2 831142 1104855 7.91% 1.615%
49 13.347 2007 2011 2019 rVB4 387677 566677 4.06% 0.828%
50 13.426 2019 2024 2032 rVB 677736 851716 6.10% 1.245%
51 13.506 2032 2037 2040 rBV2 178398 240865 1.73% 0.352%
52 13.548 2040 2044 2047 rVV 364284 478347 3.43% 0.699%
53 13.585 2047 2050 2056 rVvv2 293289 519032 3.72% 0.759%
54 13.646 2056 2060 2061 rVV 145035 202004 1.45%  0.295%
55 13.664 2061 2063 2070 rVB2 333715 496406  3.56% 0.726%
56 13.780 2074 2082 2091 rBV 297101 432456 3.10% 0.632%
57 13.871 2091 2097 2101 rBV 376343 490652 3.51% 0.717%
58 13.926 2101 2106 2110 rBV2 159165 210686 1.51% 0.308%
59 14.079 2126 2131 2137 rBV 294613 369541 2.65% 0.540%
60 14.219 2149 2154 2159 rBV 229179 361055 2.59% 0.528%
61 14.323 2167 2171 2176 rBV 127356 177520 1.27% 0.260%
62 14.377 2176 2180 2185 rVB2 167747 213943 1.53% 0.313%

63 14.780 2241 2246 2256 rBV 776777 1037189 7.43% 1.516%

Sum of corrected areas: 68400322
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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

Abundance TIC: VX023006.D\data.ms

le+07
8000000
6000000
4000000

2000000

1.313 3.105 4.312 5.395(316295. 886X 6725

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX023006.D\data.ms

o

le+07

10.201

8000000

6000000

4000000

2000000
11.305

10.963
6.7685 7.379 7.988110  8.5:aB8FR6 99065 10.05510.305 10.646 /i(i-085 j\

01— — — S : : e - :
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX023006.D\data.ms

le+07
8000000 12.250
6000000

4000000
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2000000

12.41 01,12,9633. [
e e
‘ L S e N SR

T ‘ T
Time--> 12.00 12.50 13.00 13.50

14.780
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T ‘ ‘ T T T T
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‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.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 1 Sulfur dioxide Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
1.313 152.13 ug/1l 570717 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 9
3 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
4 Ethyl Chloride 64 C2H5C1 000075-00-3 3
5 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 3
Abundance  Scan 37 (1.313 min): VX023006.D\data.ms (-24) (-) m/z 64.00 100.00%
64.0
48.0
5000
B
1.20 140 1.60
O o2 e e e e M/Z 48,00 59.72%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #358: Sulfur dioxide
48.0 64.0
5000 L L L Y B
1.20 140 1.60
m/z 66.00 4.42%
32.0
O\‘\\\\‘\\\\‘\\\\}\\\\‘\ 1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #6179: Aminomethanesulfonic acid
64.0
T
48.0 1.20 140 1.60
5000 m/z 50.00 3.42%
0 i | Il 81.0 940 111.0
R M ma R ARAR R
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #350: Ethene, 1,1-difluoro- B
64.0 1.20 140 1.60
m/z 65.00 1.17%
5000
45.0
31.0 ‘
m/z--> 20 30 40 50 60 70 80 90 100 110 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.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-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.616 362.19 ug/l 2736130 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1727 (11.616 min): VX023006.D\data.ms (-1722) (- m/z 105.10 100.00%
105.1
5000
120.2 /\
— —
391 631 77‘0 91‘-1 11.50 12.00
Obrrrree eyt el b e bl b m/z 120,20 28.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 1150 1200
m/z 77.05 14.36%
39.0 77.0 91.0
O \\‘\H\‘2\\5\‘(\)‘\H\“\\Hi‘\\\\6‘:\3‘\‘9‘H\‘H‘\H\“\\H‘\‘\1\‘\\‘\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105.0 A
11 50 12 00
5000 m/z 91.10 13.82%
120.0
77.0 91.0
ol ds0 0 80
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #9401: Mesitylene
105.0 1150 1200
m/z 79.10 11.30%
120.0
5000
77.0 91.0
AT T NN N Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1150 1200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.250 1217.27 ug/1l 9195620 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
4 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 60
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 53
Abundance Scan 1831 (12.250 min): VX023006.D\data.ms (-1825) (- m/z 117.20 100.00%
11y.2
5000
91.1 - — mj\
39.1 631 ‘ 12.00 12.50
134.2
Y A VNSO | V| e Y P ¥ Y- PR T- -0 -0
miz-> 20 40 60 80 100 120 140
Abundance #8949: Indane
117.0
5000 —— —
12.00 12.50
39.0 580 910 m/z 115.10  34.90%
miz--> 20 40 60 100 120 140
Abundance #8966:Benzene,cydopropyh AA
117.0
L )
12.00 12.50
m/z 91.10 20.78%
5000 91.0
51.0
R N Y L S
mfz--> 20 40 80 100 120 140
Abundance #8961.Benzene,21wopenyh —— ‘ ‘ﬁVAJ\
117.0 12.00 12.50
m/z 119.20 11.18%
5000 91.0
39.0 65.0
o“‘”‘“‘ el
m/z--> 20 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.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 3-Methylphenylacetylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.414 203.64 ug/l 1538330 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylphenylacetylene 116 CO9H8 000766-82-5 95
2 Indene 116 CO9H8 000095-13-6 94
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 Benzene, 1-ethynyl-4-methyl- 116 C9H8 000766-97-2 86
5 1-indanol trifluoroacetate ester 230 C11H9F302 1000376-43-6 64
Abundance Scan 1858 (12.414 min): VX023006.D\data.ms (-1852) (- m/z 115.10 100.00%
1151
5000 ]k
63.1 CT T
39.1 ‘ 89"1 134.2 12.50
ob e e bl L 0T /7 116,05 95.68%
miz-> 20 40 60 80 100 120 140
Abundance #8415: 3-Methylphenylacetylene
115.0
5000
12.50
m/z 63.10 16.83%
63.0 89.0
39.0
0 \1\5\.0‘\\\\“ T \H\ \““‘\‘\ - T \”\‘\ I \““ LA
miz--> 20 40 60 80 100 120 140
Abundance #8408: Indene
116.0 jL
il
12.50
5000 m/z 89.10 15.27%
39.0 63.0 89.0
miz-> 20 40 60 80 100 120 140 k
Abundance #8409: Benzene, 1-propynyl- o WJN
115.0 12.50
m/z 117.05 9.90%
5000
63.0 89.0
e N e
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.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, 1-ethyl-2,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.616 176.73 ug/l 1335080 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 1891 (12.616 min): VX023006.D\data.ms (-1886) (- m/z 119.20 100.00%

119.2
5000
91.1 134.2 N AN
391 650 ‘ 12.50 13.00
0 bl Ll L gz 134,20 26.96%
miz--> 20 40 60 80 100 120 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
12.50 13.00
91.0 134.0 m/z 91.10  20.62%
39.0 65.0
04 \1\5\.0‘ I \“‘\ \“\‘\ “w\ T i‘H‘ T “H“\ \Hl T T
miz--> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50 13.00
5000 ITI/Z 77.10 11.09%
91.0 134.0
39.0 65.0 ‘
B R R 1 O
miz--> 20 40 60 80 100 120 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50 13.00
m/z 105.10 9.97%
5000
134.0
91.0
150 390 459 |
S P T O NN 1 O
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\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.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 6 Benzene, 1-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.701 248.18 ug/l 1874850 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
3 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 87
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1OH12 002039-90-9 83
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
Abundance Scan 1905 (12.701 min): VX023006.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000
91.1 e
51.1 12.50 13.00
. 133.2
Ol et Ll ‘7‘4“‘9‘ ‘ w“ S e —— m/z 115.10  33.83%
m/z--> 20 40 60 80 100 120 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.50 13.00
91.0 m/z 132.15 25.76%
51.0 1
O ‘2\7‘\.9\" T \“V \“‘1‘ \76“19‘ T \“\ T ‘H“\ T H‘ T }‘\?"\\‘?’\O‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #14031: Indan, 1-methyl-
117.0
—— ey
12.50 13.00
5000 m/z 91.10 15.75%
1.
300 650 10 ‘ 133.0
) vl i R~ I
miz--> 20 40 60 80 100 120 140
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117.0 12.50 13.00
m/z 118.05 9.69%
5000
91.0
ol 220 20 e | S I
m/z--> 20 40 60 80 100 120 140 12.50 13.00

82X062321W.M Fri Jul 02 17:58:23 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.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, 1,2,3,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.927 170.33 ug/l 1286700 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94

Abundance Scan 1942 (12.926 min): VX023006.D\data.ms (-1933) (- m/z 119.20 100.00%
110.2

1
5000
91.0
39.1 65.0 13.00
OF et e UL L1482 w7 134,00 44.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 A T T T ﬂ T
13.00
390 m/z 91.05 19.22%
" 65.0 91"0
0 \\\‘\‘\\\“\\““\‘u“\\\‘H‘\\\\‘w\\wl\\\“\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
Y
13.00
5000 ITI/Z 77.10 9.87%
390 g0 10
0 \1\5\" SRS AR Y M \‘\ R \M — \“\ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14811: o-Cymene =
119.0 13.00
m/z 120.20 9.83%
5000
91.0
41.0 65.0 ‘
0 H\‘\‘\ku‘\ H“H‘\H““HM ‘W\\Mw\\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.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 4
R.T. EstConc Area Relative to ISTD R.T.
12.963 217.56 ug/l 1643540 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C1eH14 000099-87-6 94

Abundance Scan 1948 (12.963 min): VX023006.D\data.ms (-1945) (- m/z 119.15 100.00%
119.2

1
5000
91.1
39.1 65.1 13.00
b bl b L 389.2 1651 s 934,20 38.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 \ T T T ﬂ T
13.00
290 m/z 91.10 19.88%
. 65.0 91.0
0 \\\‘\‘\ T \“‘\ \““\ “1“\ T \‘H‘ T \‘\ T “i‘\ \‘M T \“\ LB
m/z--> 20 40 60 80 100 120 140 160
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
—
13.00
5000 ITI/Z 77.10 10.71%
39.0 65.0 91.0
0 \1\5\" SRR A TR MR \‘\ i \M — \“\ e
miz--> 20 40 60 80 100 120 140 160
Abundance #14869: Benzene, 1,2,3,4-tetramethyl- -
119.0 13.00
m/z 120.20 9.97%
5000
91.0
41.0 65.0
AR LRt PR RPN Y
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.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 Indan, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.170 179.48 ug/l 1355840 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 94
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 91
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90

Abundance Scan 1982 (13.170 min): VX023006.D\data.ms (-1978) (- m/z 117.10 100.00%
117.1

5000
132.2
511, 91"1 | 13.00 13.50
oH‘HH_‘H_m‘_m;‘w”W;HMw‘;"‘9‘Hmw‘em,m“‘_mmw m/z 132.15  34.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14031: Indan, 1-methyl-
11y7.0
5000 o
132.0 : :
1.0 m/z 115.10 26.64%
39.0 65.0 " ‘
O\\‘\\\\‘\\\‘\‘\\H“\\\\i‘\‘\\\“\‘H\\‘H\‘\‘\\\\“\H\‘\H\’HH‘H\W‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
13.00 13.50
5000 132.0 ITI/Z 131.15 14.63%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14034: 1-Phenyl-1-butene
117.0 13.00 13.50
m/z 91.10 13.79%
5000 132.0
91.0
51.0
210 | T80 ‘ |
O rrprrrrpretprrrtprrre e e e e - I
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\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.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 10
R.T. EstConc Area Relative to ISTD R.T.
13.292 146.26 ug/l 1104860 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 70
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 64
3 p-Cymene 134 C10H14 000099-87-6 64
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 58
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 58

Abundance Scan 2002 (13.292 min): VX023006.D\data.ms (-1998) (- m/z 119.15 100.00%
1

19.2
5000
91.1 e —
51.1 74 ‘ 13.00 13.50
Ol el 7AR L L1473 117,10 s4.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14806: 0o-Cymene
119.0
5000
91.0 13.00 13.50
m/z 134.20 39.04%
39.0 650 ‘
0 \1\5‘\.?\‘\ T \"‘\ \“V\“‘M‘\ T \‘H’ Hi “H‘\ \“\“l T L
miz--> 20 40 60 80 100 120 140 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
S
13.00 13.50
5000 m/z 91.10 24.83%
91.0
ol1so A0 880 | a0
miz--> 20 40 60 80 100 120 140 160
Abundance #14809: p-Cymene — T
119.0 13.00 13.50
m/z 115.10 20.69%
5000
91.0
41.0 65.0 4
O\\\‘\H\\w\\M\MJ\HM\\V\‘W\\WL\;H§PH\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

82X062321W.M Fri Jul @02 17:58:25 2021 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023006.D

Acqg On : 29 Jun 2021 16:19
Operator : JC/MD

Sample : M2875-16

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.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|
Sulfur dioxide 1.313 152.1 ug/l 570717 1 5.562 187580 50.0
Benzene, 1l-ethy... 11.616 362.2 ug/l 2736130 4 12.024 377715 50.0
Indane 12.250 1217.3 wug/l 9195620 4 12.024 377715 50.0
3-Methylphenyla... 12.414 203.6 ug/l 1538330 4 12.024 377715 50.0
Benzene, 1l-ethy... 12.616 176.7 ug/l 1335080 4 12.024 377715 50.0
Benzene, 1l-ethe... 12.701 248.2 wug/l 1874850 4 12.024 377715 50.0
Benzene, 1,2,3,... 12.927 170.3 ug/l 1286700 4 12.024 377715 50.0
Benzene, 1,2,4,... 12.963 217.6 ug/l 1643540 4 12.024 377715 50.0
Indan, 1-methyl- 13.170 179.5 wug/l 1355840 4 12.024 377715 50.0
o-Cymene 13.292 146.3 ug/l 1104860 4 12.024 377715 50.0
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