LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X061021W.M

Title : SW846 8260

Signal : TIC: VX@22670.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.374 41 47 53 rBv 415586 420554 1.73% 0.354%
2 1.746 103 108 123 rVB 983970 1401961 5.76% 1.180%
3 1.953 138 142 155 rVB2 585461 926358 3.81% 0.780%
4 2.069 155 161 169 rBV 515173 708555  2.91% 0.596%
5 2.166 171 177 181 rvV 293181 437826 1.80% 0.369%
6 2.215 181 185 195 rVB 572274 852405 3.50% 0.717%
7 2.752 258 273 281 rBv2 285311 868958 3.57% 0.731%
8 2.831 281 286 289 rVWW 350725 750270 3.08% 0.632%
9 2.867 289 292 307 rVB2 385041 853324 3.51% 0.718%
106 3.105 320 331 346 rVB 269290 597380 2.46% 0.503%
11  3.447 377 387 401 rVB 206234 465129 1.91% ©0.392%
12 4.312 519 529 542 rVB 719307 2057986 8.46% 1.732%
13 5.483 711 721 731 rBV2 622134 1989490 8.18% 1.675%
14 5.629 741 745 763 rVB2 91023 275372 1.13% 0.232%
15 5.836 767 779 791 rBV5 96133 307911 1.27%  0.259%
16 6.050 804 814 825 rVB 2249631 5930374 24.38% 4.992%
17 6.257 840 848 858 rVVW5 246610 824796  3.39% 0.694%
18 6.367 858 866 877 rVB2 88006 249093 1.02% 0.210%
19 6.769 924 932 939 rBV 128320 316034 1.30% 0.266%
20 7.385 1019 1033 1044 rBV3 342789 897097 3.69% 0.755%
21 8.110 1143 1152 1156 rBV 231246 484775 1.99% 0.408%
22 8.653 1236 1241 1246 rVB 243910 393137 1.62% 0.331%
23 8.738 1246 1255 1261 rBV 14194654 24329130 100.00% 20.479%
24 10.055 1461 1471 1476 rBV 255542 390073 1.60% 0.328%
25 10.201 1489 1495 1501 rBV 3703500 4916741 20.21% 4.139%

26 10.311 1506 1513 1527 rVB 11442356 15839968 65.11% 13.333%
27 10.646 1562 1568 1578 rBV 5062951 6609214 27.17% 5.563%

28 10.964 1614 1620 1627 rBV 629328 811001 3.33% ©0.683%
29 11.085 1635 1640 1644 rBV 206040 263860 1.08% 0.222%
30 11.311 1668 1677 1683 rBV 1319989 1706391 7.01%  1.436%
31 11.384 1683 1689 1690 rVV 1863542 2148092 8.83% 1.808%
32 11.402 1690 1692 1696 rVV 2393265 2748688 11.30% 2.314%
33 11.457 1696 1701 1712 rVB 2367805 2818609 11.59%  2.373%
34 11.616 1721 1727 1735 rBV 3129653 3839266 15.78%  3.232%
35 11.762 1745 1751 1756 rBV 9689932 12075979 49.64% 10.165%

36 12.024 1789 1794 1799 rVB2 306046 430578 1.77% 0.362%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X061021W.M
Title : SW846 8260
37 12.091 1799 1805 1810 rBV 3122756 3749604 15.41% 3.156%
38 12.250 1825 1831 1838 rBV3 1589580 2408075 9.90% 2.027%
39 12.323 1838 1843 1850 rVB3 861280 1316965 5.41% 1.109%
40 12.463 1862 1866 1872 rVB 365778 457144 1.88% ©0.385%
41 12.536 1872 1878 1880 rBV 744502 977244  4.02% 0.823%
42 12.561 1880 1882 1886 rVB 572102 569457 2.34% 0.479%
43 12.616 1886 1891 1895 rBV 1198983 1398346 5.75% 1.177%
44 12.701 1901 1905 1916 rBvV2 327071 551299 2.27% 0.464%
45 12.853 1925 1930 1935 rVB 319700 386786 1.59% 0.326%
46 12.927 1935 1942 1945 rBV 652031 802984 3.30% 0.676%
47 12.969 1945 1949 1954 rVB 860076 1062172 4.37% 0.894%
48 13.170 1975 1982 1987 rBV 401843 477600 1.96%  0.402%
49 13.292 1998 2002 2008 rVB2 979515 1328721 5.46% 1.118%
50 13.780 2076 2082 2087 rBV 1275827 1549346 6.37% 1.304%
51 14.640 2215 2223 2228 rBV 363330 425197 1.75% ©.358%

52 14.780 2241 2246 2256 rVB 315841 405544 1.67% 0.341%

Sum of corrected areas: 118802859
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
Quant Title : SW846 8260

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

Abundance TIC: VX022670.D\data.ms
1.4e+07

1.2e+07
1le+07
8000000
6000000

4000000

6.050
2000000

1.746
4,312
1374 ) 100068485 278807 3.105  3.447 3 5483 05836 | | 6.25

O‘Y—Y—rrﬁ_r\‘ﬁjw\\‘ \\T\‘\ \\\‘\\\Y—r\\/\\\‘\\\\‘/\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ﬁﬁ/\\\r
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: VX022670.D\data.ms
1.4e+07 8.738

1.2e+07 10.311

1le+07

8000000

6000000
10.646

4000000 10.201

11057
2000000 1ia

10.
6.769 7.385 8.110 8.653 10.055 %85 j\
0 3§7‘ /i

e A e S —— —A

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11. OO

Abundance TIC: VX022670.D\data.ms
1.4e+07

1.2e+07

le+07; 11.762

8000000

6000000

4000000 .616 12.091

2000000 12. 250

12. o }%mgﬁﬁs 179\ /\ 14.640780
ol AN

\*r\ L L L AL A R

T ‘ T T ‘ T T ‘ T
Time--> 12 00 12. 50 13. OO 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.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 Butane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.746 254.56 ug/l 1401960  Pentafluorobenzene 5.568

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Butene 56 C4H8 000106-98-9 9
5 Azetidine 57 C3H7N 000503-29-7 9

Abundance Scan 108 (1.746 min): VX022670.D\data.ms (-103) (-) m/z 43.05 100.00%

43.0
57.0
5000
50]T ‘ 72.1 1.40 1.60 1.80 2.00
36,1, 50.1 ]|, 65.0 | 79.1 P
O s b e o et M/Z 41.05  96.26%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000
1.40 1.60 1.80 2.00
29.0 m/z 42.10 89.43%
ol 150 | ‘ 500650720
\\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
42.0
310 1.40 1.60 1.80 2.00
5000 m/z 57.05 68.33%
. 15.0 500570 720
T T P T P T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #706: Pentane A
43.0 1.40 1.60 1.80 2.00
m/z 39.10 37.32%
5000
27.0 57.0 720
b 150 500 es0
T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.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 Pentane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.953 168.20 ug/l 926358  Pentafluorobenzene 5.568

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 40
3 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 35
4 Butane, 2-methyl- 72 C5H12 000078-78-4 10
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 9
Abundance Scan 142 (1.953 min): VX022670.D\data.ms (-138) (-) m/z 43.10 100.00%
43.1
5000 J\
e
. 057"0 72‘-1 1.60 1.80 2.00 2.20
36. 65.0 o
Ot e e R H e e e m/z 42.10 59.52%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane
43.0
5000
1.60 1.80 2.00 2.20
57.0 m/z 41.10 56.89%
27 0 72.0
0 150 500 es0
H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH T \‘HH’HH‘HH‘HH‘HH’HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
42.0
1.60 1.80 2.00 2.20
5000 27.0 m/z 39.10 22.05%
57.0 71.0
15.0
0 50.0
TP T T T T e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #638: Diaziridine,3,3-dimethyl-
32.0 1.60 1.80 2.00 2.20
m/z 57.05 15.37%
41.0
5000
54.0 72.0
YN 1T N S Y| G
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.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 Cyclopentene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.752 157.78 ug/1 868958  Pentafluorobenzene 5.568

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 2,3-Diazabicyclo[2.2.1]-hept-2-ene 96 C5H8N2 002721-32-6 78
3 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 72
4 1,4-Pentadiene 68 C5H8 000591-93-5 58
5 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 53
Abundance Scan 273 (2.752 min): VX022670.D\data.ms (-258) (-) m/z 67.10 100.00%
67.1
39.1
53.1 R A SR RARE
‘ ‘ ‘ 2.40 2.60 2.80 3.00
Ol el 84 mjz 68.10  37.65%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #429: Cyclopentene
67.0
5000 L L LI B B LN B
39.0 2.40 2.60 2.80 3.00
53.0 m/z 39.10  26.14%
27.0 ‘
0\\\‘]\-\5\-(\)“\i‘}‘\\\‘1Hl\\\“\\\\‘\‘\H\‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
67.0
R RARERREE
2.40 2.60 2.80 3.00
m/z 53.10  19.32%
5000 390
53.0
27.0
0 81.0  97.0
A R RmEa e e e RE AR
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #447: 1-Butyne, 3-methyl- W““‘H“,“H“{¥“
53.0 67.0 2.40 2.60 2.80 3.00
m/z 41.10 13.30%
5000 27.0
39.0
Ol
m/z--> 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX@22670.D

Acqg On : 11 Jun 2021 16:19

Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.M
. SW846 8260

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 Cyclopentane, methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.312 373.67 ug/l 2057990  Pentafluorobenzene 5.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclohexane 84 C6H12 000110-82-7 56
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47
Abundance Scan 529 (4.312 min): VX022670.D\data.ms (-519) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1
e
‘ ‘ ‘ 84.0 4.00 4.20 4.40 4.60
Ol et et e m/z 410100 53.18%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.00 4.20 4.40 4.60
m/z 69.10 43.64%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-'\‘5‘\.0\‘\\\“!“\\\}}\‘\\\i‘\w ‘\‘\\\‘11\\\\‘\!\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
27.0
4.00 4.20 4.40 4.60
5000 m/z 55.05 25.11%
42.0
84.0
o SR NS IS
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1471 Cyclobutane, ethyl-
56.0 4.00 4.20 4.40 4.60
m/z 39.10 24.64%
41.0
5000
27.0
69.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.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-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.384 249.44 ug/l 2148090 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 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 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1689 (11.384 min): VX022670.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.2 //U\
— i
391 @30 1t 91‘-1 11.00 1150
0‘W‘H‘_H‘_‘HM‘HNmm,MMW‘HM‘HNMH‘_MkwumWH‘W‘ m/z 120.15  29.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 — AM‘ f\ :
120.0 11.00 11.50
m/z 91.10 13.99%
39.0 77.0 91.0
OH‘\\\\‘\2\6\‘.\0‘\\H"‘HHHVH\‘6’%\.‘(\)\‘\\\‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
A L
11.00 11.50
5000 m/z 77.10 13.07%
120.0
77.0 91.0
oL 180 %0 630
T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /XA A
Abundance #9429: Benzene, 1-ethyl-4-methyl- A p LR
105.0 11.00 11.50
m/z 79.10 9.17%
5000
120.0
10070 ] |
PN LNk N O N NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.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-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.403 319.19 ug/l 2748690 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 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1692 (11.402 min): VX022670.D\data.ms (-1690) (- m/z 105.10 100.00%
105.1
5000 J\
120.2 S /{\/\‘ 1.
301  g3q T 9L1 11.00 11.50
Ol ettt e bl e m/z 120,20 24.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 — AM‘ f\ :
120.0 11.00 11.50
m/z 77.10 13.73%
77.0 91.0
OH‘\\\\‘\2\6\‘.\0‘\\H"‘HHHVH\‘6’%\.‘(\)\‘\\\‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0 A J\
Ay a
120.0 11.00 11.50
5000 m/z 91.10 10.66%
77.0
ol 15.0 89.0 63.0 e
T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #9423: Benzene, 1-ethyl-3-methyl- — A
105.0 11.00 11.50
m/z 106.10 9.88%
5000
120.0
77.0 91.0 A/\ J\
39.0
YR X AR R OO RS OO AUUORY U L A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.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-ethyl-4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.616 445.83 ug/l 3839270 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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 1727 (11.616 min): VX022670.D\data.ms (-1721) (- | m/z 105.10 100.00%
105.1
5000
120.2
391 631 77‘-1 91‘-1 1150 12.00
Oberrerrerererrreier et el b M b myz 120015 29.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 A/\A /\
1200 11. 50 12 00
m/z 77.10 14.06%
39.0 77.0 91.0
0 \\’\\\\’\Zﬁ\o’\\\\“\\\\i‘\\\\6‘:\3‘\‘\()\‘\\\‘\“\\\\“HH‘H}\‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0
11 50 12 00
m/z 91.10 13.37%
5000 120.0 /
77.0
. 15.0 39.0 63.0 91.0
R N  am o  aman s A
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\ /\
Abundance #9402: Mesitylene R 1
105.0 11.50 12.00
m/z 79.10 10.82%
120.0
5000
wll
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.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, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.091 435.42 ug/l 3749600 1,4-Dichlorobenzene-d4 12.024
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 94
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1805 (12.091 min): VX022670.D\data.ms (-1799) (- m/z 105.10 100.00%
105.1
5000 120.2 A A
‘ — ‘
391 ggq (0t ooL1 12.00
Obrpreeerrrprrdiees il e bbb m/z 120.20 40.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 A i ] A T
120.0 12.00
770 m/z 77.10 14.13%
39.0 Y 91.0
O \\’J\-\S\.\O’\\\“\’\\\\“‘\\\\i‘i‘\\\6‘:\)"\-‘(\)\‘\\\‘1“\\\\“\\\\‘\‘\1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance
105.0 A j\
‘ T
120.0 12.00
5000 m/z 91.10 11.46%
77.0 91.0
0150 380 51.0 640
R R RARARE o e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0 12.00
m/z 39.10 9.31%
5000
120.0
77.0 91.0
b 270, 210 640 Ll |V
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.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-propenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.250 279.63 ug/l 2408080 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H10 000637-50-3 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
3 Indane 118 C9H10 000496-11-7 64
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 64
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 64

Abundance Scan 1831 (12.250 min): VX022670.D\data.ms (-1825) (- m/z 117.10 100.00%
1

11y
5000
91.1

391 63.0 ‘ ‘ 134.2 12.00 12.50
O rrrrprrer e et bt L myz 118,10 56.27%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8962: Benzene, 1-propenyl-
117.0
5000 LV —
12.00 12.50

910 m/z 115.10  35.05%

51.0 ‘
H‘H\\‘%Z\.‘O\\H“\\\\Mi\\1‘”‘\‘\\Tﬂ‘\g\‘\\H‘“H\H‘\H‘Hl ‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0

o

12.00 12.50
m/z 119.10  26.40%
5000 91.0
39.0 65.0
O P T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #8951: Indane ‘AO ‘ L
117.0 12.00 12.50
m/z 105.10  25.75%
5000
91.0
39.0 63.0 ﬂ
0H%§ﬂ‘wwuukH‘wuhﬁhw‘mwuﬁuuwuuww\HH‘HHMH —— L
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\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.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, 1-ethyl-2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.616 162.38 ug/l 1398350 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 p-Cymene 134 C10H14 000099-87-6 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 1891 (12.616 min): VX022670.D\data.ms (-1886) (- m/z 119.20 100.00%

119.2
5000
134.2
91.1
39.1 651 12.50 13.00
ot Nw“ﬂw“h ‘w;“Mw‘MMJ“wM“ m/z 134.15 28.09%
mi/z--> 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 19.79%

39.0 65.0 ‘ ‘
0+ \1\5\.0‘ T “‘ T \“i‘ | ‘i‘ T \‘H‘ T “H“\ T H l T
miz--> 20 40 60 80 100 120 140
Abundance
119.0

12.50 13.00
5000 m/z 77.10 10.68%
91.0 134.0
ol 150 390 650
e L e e
miz-> 20 40 60 80 100 120 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50 13.00

m/z 120.15 10.20%

5000
134.0

15.0 39.0 65.0
1P PR T ) N N
m/z--> 20 40 60 80 100 120 140 12.50 13.00

=
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061121\
Data File : VX022670.D

Acqg On : 11 Jun 2021 16:19
Operator : JC/MD

Sample : M2688-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061021W.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|
Butane, 2-methyl- 1.746  254.6 ug/l 1401960 1 5.568 275372 50.0
Pentane 1.953 168.2 wug/l 926358 1 5.568 275372 50.0
Cyclopentene 2.752 157.8 ug/1l 868958 1 5.568 275372 50.0
Cyclopentane, m... 4.312 373.7 wug/l 2057996 1 5.568 275372 50.0
Benzene, 1-ethy... 11.384 249.4 wug/l 2148090 4 12.024 430578 50.0
Benzene, 1l-ethy... 11.403 319.2 ug/l 2748690 4 12.024 430578 50.0
Benzene, 1l-ethy... 11.616 445.8 wug/l 3839270 4 12.024 430578 50.0
Benzene, 1,2,3-... 12.091 435.4 ug/l 3749600 4 12.024 430578 50.0
Benzene, 1-prop... 12.250 279.6 wug/l 2408080 4 12.024 430578 50.0
Benzene, 1l-ethy... 12.616 162.4 wug/l 1398350 4 12.024 430578 50.0
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